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PDBID : 3JCP / pdb_ 00003jcp
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Title : Structure of yeast 26S proteasome in M2 state derived from Titan dataset
Authors : Luan, B.; Huang, X.L.; Wu, J.P.; Shi, Y.G.; Wang, F.
Deposited on :  2016-01-06
Resolution : 4.60 A(reported)
Based on initial model : 4CR2

This is a Full wwPDB EM Validation Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

The following versions of software and data (see references (1)) were used in the production of this report:

EMDB validation analysis : 0.0.1.dev132
MolProbity : 4-5-2 with Phenix2.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49


https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 4.60 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric

Clashscore

Ramachandran outliers

Sidechain outliers NN

Worse

Percentile Ranks

[

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric

Q-score |

Worse

Better

Model-Map Fit Percentile Ranks

[

I Percentile relative to all EM structures

I Percentile relative to EM structures of similar resolution

Better

Value
72
1.7%

0.8%

Value

0.232

Metric

‘Whole archive

EM structures

Similar EM resolution

(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 2407 ( 4.10 - 5.10)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the map. The red, orange, yellow and green segments of the bar indicate the fraction of residues
that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria respectively. A grey
segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
5%
_ I
1 1 241 24% 68% 8%
5%
_ ]
1 8 241 23% 69% 8%
._
2 2 266 23% 65% 12%
._
2 9 266 23% 64% 12%
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Continued from previous page...

Mol | Chain | Length Quality of chain
7%
_
3 3 215 27% 68% 5%
7%
_
3 h 215 24% 70% 7
._
4 4 261 22% 62% 15%
. -_
4 1 261 20% 65% 15%
7%
_
5 5 205 25% 74%
5%
. _
5 j 205 25% 74%
8%
. -
6 6 198 19% 80% .
8%
h n
6 k 198 23% 76% .
._
7 7 287 18% 55% 26%
.—
7 | 287 20% 54% 26%
9%
h
8 A 252 26% 70% -
8%
h
8 a 252 26% 70% -
8%
9 B 250 r— 31% 69%
10%
h
9 b 250 28% 72%
7%
_ L]
10 C 258 28% 67% 5%
14%
| .. —
10 ¢ 258 24% 71% 5%
8%
h I
11 D 254 27% 68% 5%
8%
h I
11 d 254 24% 70% 5%
10%
h I
12 E 260 31% 62% 7%
10%
h I
12 e 260 27% 67% 7%
5%
_
13 F 234 26% 74%
5%
_
13 f 234 25% 75%
5%
_
14 G 288 22% 61% 15%
5%
_
14 g 288 19% 64% 15%
22%
L
15 H 467 19% 57% 18%

Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
24%
I B
16 I 437 19% 59% - 19%
31%
——— S
17 J 405 15% 75% . 8%
25%
I e
18 K 428 15% 64% . 16%
20%
— E——
19 L 437 15% 64% . 18%
25%
— I
20 M 434 16% 65% . 18%
0%
| .. —
21 N 945 17% 72% . 10%
16%
I
22 O 393 15% 70% 9%
14%
I
23 P 445 13% 78% 5% .
22%
I
24 Q 434 18% 73% 7% .-
21%
F
25 R 429 8% 76% % 1%
15%
_ e
26 S 523 14% 65% 5% - 16%
5%
N
27 T 274 16% 78% -
1%
|
28 U 338 11% 61% 25%
4%
o
29 AV 306 12% 63% 20%
4%
I
30 W 268 14% 55% 26%
73%
31 X 156 21% 56% 19%
1%
32 Y 89 10% 24% 62%
36%
33 Z 993 14% 56% 5% . 25%
W O R L D E
SPDEB
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2 Entry composition (i)

There are 33 unique types of molecules in this entry. The entry contains 104170 atoms, of which
0 are hydrogens and 0 are deuteriums.

In the tables below, the AltConf column contains the number of residues with at least one atom
in alternate conformation and the Trace column contains the number of residues modelled with at
most 2 atoms.

e Molecule 1 is a protein called Proteasome subunit beta type-6.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 1 222 1757 1115 303 335 4 0 0
Total C N O S
1 8 222 1757 1115 303 335 4 0 0

e Molecule 2 is a protein called Proteasome subunit beta type-7.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 2 233 1824 1154 312 351 7 0 0
Total C N O S
2 J 233 1824 1154 312 351 7 0 0

e Molecule 3 is a protein called Proteasome subunit beta type-1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 3 205 1573 995 260 311 7 0 0
Total C N O S
3 h 205 1574 995 261 311 7 0 0

e Molecule 4 is a protein called Proteasome subunit beta type-2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

4 4 222 1684 1061 293 323 7 0 0
) Total C N O S

4 ! 222 1684 1061 293 323 7 0 0

e Molecule 5 is a protein called Proteasome subunit beta type-3.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o g 204 1581 1010 258 305 8 0 0
) Total C N O S
o ) 204 1578 1009 257 304 8 0 0
e Molecule 6 is a protein called Proteasome subunit beta type-4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 6 198 1585 1005 269 305 6 0 0
Total C N O S
6 k 198 1585 1005 269 305 6 0 0
e Molecule 7 is a protein called Proteasome subunit beta type-5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 7 212 1644 1045 280 312 7 0 0
Total C N O S
7 1 212 1644 1045 280 312 7 0 0
e Molecule 8 is a protein called Proteasome subunit alpha type-1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 A 243 1921 1221 322 370 8 0 0
Total C N O S
8 a 243 1921 1221 322 370 8 0 0
e Molecule 9 is a protein called Proteasome subunit alpha type-2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
) B 250 1915 1219 315 377 4 0 0
Total C N O S
) b 250 1915 1219 315 377 4 0 0
e Molecule 10 is a protein called Proteasome subunit alpha type-3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 © 244 1904 1201 321 379 3 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
10 ¢ 244 ?ggil 12C01 3§1 3(7)9 g 0 0
e Molecule 11 is a protein called Proteasome subunit alpha type-4.

Mol | Chain | Residues Atoms AltConf | Trace
e Molecule 12 is a protein called Proteasome subunit alpha type-5.

Mol | Chain | Residues Atoms AltConf | Trace
12 k 242 ?;?Ll 11062 311]4 3(7)8 g 0 0
12 ¢ 242 ?2?11 11062 311]4 3C7)8 g 0 0

e Molecule 13 is a protein called Proteasome subunit alpha type-6.

Mol | Chain | Residues Atoms AltConf | Trace
13 K 233 111%5;)1 11029 31112 3(530 ZSL 0 0
13 f 233 111%21 11029 311]2 3(5?0 ZSL 0 0

e Molecule 14 is a protein called Probable proteasome subunit alpha type-7.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S

141 G 244 1896 1205 330 357 4 0 0
Total C N O S

4 s 244 1896 1205 330 357 4 0 0

e Molecule 15 is a protein called 26S protease regulatory subunit 7 homolog.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 H 381 2877 1806 519 537 15 0 0

e Molecule 16 is a protein called 26S protease regulatory subunit 4 homolog.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
16 I 354 2652 1655 453 531 13 0 0

e Molecule 17 is a protein called 26S protease regulatory subunit 8 homolog.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
17 J 373 2914 1824 526 bH47 17 0 0

e Molecule 18 is a protein called 26S protease regulatory subunit 6B homolog.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
18 K 361 2835 1777 506 542 10 0 0
e Molecule 19 is a protein called 26S protease subunit RPT4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
9 L 358 2829 1782 501 534 12 0 0
e Molecule 20 is a protein called 26S protease regulatory subunit 6A.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
20 M 357 2754 1723 473 548 10 0 0

e Molecule 21 is a protein called 26S proteasome regulatory subunit RPN2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N @) S
21 N 850 6570 4178 1100 1264 28 0 0

e Molecule 22 is a protein called 26S proteasome regulatory subunit RPNO.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
221 0 376 2012 1867 481 557 7 0 0

e Molecule 23 is a protein called 26S proteasome regulatory subunit RPN5.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
23 P 431 3470 2210 585 667 8 0 0

e Molecule 24 is a protein called 26S proteasome regulatory subunit RPN6.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
24 Q 431 3469 2203 574 676 16 0 0

e Molecule 25 is a protein called 26S proteasome regulatory subunit RPNT7.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2% | R 400 3187 2028 525 624 10 0 0

e Molecule 26 is a protein called 26S proteasome regulatory subunit RPN3.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
26 5 439 3384 2155 575 637 17 0 0

e Molecule 27 is a protein called 26S proteasome regulatory subunit RPN12.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
27 T 267 2201 1410 350 435 6 0 0

e Molecule 28 is a protein called 26S proteasome regulatory subunit RPNS.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
28 U 254 2049 1304 350 389 6 0 0

e Molecule 29 is a protein called Ubiquitin carboxyl-terminal hydrolase RPN11.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
29 v 245 1912 1206 322 371 13 0 0

e Molecule 30 is a protein called 26S proteasome regulatory subunit RPN10.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
30 W 197 1534 962 269 300 3 0 0

e Molecule 31 is a protein called 26S proteasome regulatory subunit RPN13.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
81 X 127 1032 664 169 195 4 0 0

e Molecule 32 is a protein called 26S proteasome complex subunit SEM1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
32 Y 34 243 146 45 52 0 0

e Molecule 33 is a protein called 26S proteasome regulatory subunit RPN1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N S
3 4 746 5688 3616 940 1106 26 0 0




EMD-6575, 3JCP

green = 0, yellow = 1, orange = 2

and red = 3 or more. A red diamond above a residue indicates a poor fit to the EM map for

this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any

Full wwPDB EM Validation Report
atom inclusion in map density. Residues are color-coded according to the number of geometric

outlier are shown as a green connector. Residues present in the sample, but not in the model, are

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

3 Residue-property plots (i)
quality criteria for which they contain at least one outlier:

e Molecule 1: Proteasome subunit beta type-6

Page 11

evy
(4741

6ed
8ed
Led
9€d
SEV

68%

€€D
cel

0€L
62D

12N
9za

< 0 N 00 o = N <+ W0 © w0 o O [ S Yo 3 o) o o
@ o@EC LIS S EEIS N Qo 0000 @o o
AUBAEH>=Sn=E=oL=EsAadAa<d>xX X =

1499
ged
(44l
T2d

0 ozd

24%

6%

Chain 1:

00Ta

S6H

o
©o
=

69%

23%

5%

e Molecule 1: Proteasome subunit beta type-6

Chain 8:

AL

SEY

€€d

ozd

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

N OO - N®Y WO~ O HN
©OOENNNNSNNENN®0 0
A= - =0 LN <= QY <

e Molecule 2: Proteasome subunit beta type-7


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#residue_plots

EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 12

12%

65%

23%

Chain 2

091

89d
L8V
98Y
SSI
a1
€SA
(4
TSN

674
8%
LV
9%s

ToA

B6EA
8€I
Led

sed

0 BEL

S.1
2k
eLd

0LN
694
894
191
991

€94

o
©
7]

SETD
YETR
EETN
CETA

6211
8CTA
Lg1d
914

i4498

om0
O 0 1O O
ARSI
=EAL <

0SZH

izace
PAZA
9veh

cven
Tved
(AN

0 6€T1
0 L€TL

9ECN
SETH
veea
€eCI
zeeI
Teey
0€TT

8¢Td

0O - ANmMT WO
Mo A NN N
NNANNNNNNA
rmA<mnnm

STcH
j4%4'

o121

902V
S0zZA
%0zh
€0CA

AN

86TI
L61d

S6Td
v6Td

0 €610

06T
68TH
88TT

0 9921
592
%92

T92A
092D
65T

152a
95ex

Proteasome subunit beta type-7

e Molecule 2

12%

64%

23%

Chain 9

091

859d
L8V
98y
GSI
¥SI
€SA
[4=p)
TSN

6EA
8€I
Led

seb

0 BEL

€61
zea
T6S
061
680

188
981
S$8D
€8A

T8N
08ad

LLTL
9LTV
SLT1

€L1d

992x

v6Td
€61d

T6TA

061X
6814
88TT

o=
0 3923

792h

T9CA
092ZH
6G2)

PAAcS

Proteasome subunit beta type-1

e Molecule 3

7%

68%

27%

Chain 3

e s 2 2 2 2 2 2 4

TOM

61D

™ n © N~ 0
= ]
I¥IW>V"-"

RLDWIDE

SPDB

PROTEIN DATA BANK

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 13

0ETA
6CTA

121D
9T
STIN

ecia
TCTA

61TV
8TTA
L1TI
9TTI

14334
€TTL
(495}

L & 4

6.0

cL1a
TLIA

6973

Proteasome subunit beta type-1

e Molecule 3

- 5%

70%

24%

7%

Chain h

1528
ol
6el
8¢y
LES
9ed

ved
€e1
(4%

<

o [N 0O~ OO
N oo AN NN AmMmm
= H = PEHELX QAT >

~
—
0

0
-~
=

N m
- o
S

e s o o e o o 2 2 4
©
s

—
—
=

6CTA
21D

9CTH
SCIN

684

981

9LTH
SLTH
YLTI

cL1a
TLIA

6973

19T
9918
SOTW
TOTN

29Td
1914

0 S1T1
214}
€123
(4149

—HANM S WO~ [} N M 0 0N~
000000 neello 900000 ol
oA A — o N NN NN
SPHE=S>> A< >m|dH LA

Proteasome subunit beta type-2

e Molecule 4

15%

62%

N MW o
mommomn
H>0 > X

22%

Chain 4

S94

090
63N
894
1580
98V
SSA
7SI

T8d
0SL
6%s
8y
L1
9%
Sy

(47
1578
0¥d
6EN
8EN
Led

6CTA
8¢TI
L2171
9CTA

CCTH
1219
0zTh
6TTA

9TTT
STTH
T
€T
[A2%!
TTIH
OTTh
6071
80TV

90TA
SOTA
v0Td
€0Td

T0TH

o
©
=

08a
6.LY

SO ONRNO A NDTW ONDD MO WO
MOOOON0OOFFFISS IS I O W W0 WO
B e R R R B T T T T R e B = = =
CEAARDONE ARnHE<SE SunbA =>dnd

LLL

SLY
LD

T
TLM
0LI

89d
198
991

9LTL
SLTT

€LTD
CTLTA

O0LTH

8914
L9771

POTH
€91V
(414 4
1911
0978

8STS

L¥TA

o
0 s¥TS

foa

(44448

[%iZ44

8E€TL

9€TH
S€Td
vecd

CTETA

0€TA
6zzh
82T

9ged
Scey

€2TCN

Proteasome subunit beta type-2

e Molecule 4

RLDWIDE

0O
PROTEIN DATA BANK

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 14

15%

65%

NS

® oo
II»q =

<+ W O~ 0D
QOO
HE >

20%

11 1

Cha

090
B6SN
894
150
95V
SSA
¥SI
€5d

180
0SL
%S
8%y
PAAN
9%a
SHV

(47
157
0¥d
B6EN
8EN
Led

SEA

CCTTH
121D
0zTh
6TTA

L1174
9111
STTH
231
ETTH
(499"
TTIW
OTTd
60TT
80TV

90TA
SOTA
70Td
€0Td

1014
00TS

261
TeN
06s
68D
881
1871

S8L
78A

T8L
08ad
6LY

LLL

SLY
LD

cL
TLM
0LI

89d
198
991
S94

18TV
981a
9818

€811
[4:398
1871
08TV

6.14
8.L1d
LLTH
9LTL
SLTT

€LTD
CTLINA

O0LTH

8974
L9711

YOI
€91V
[4°24
1911
09TS

8GTS

9811

¢

S¥CS

eV
(47448

(%44

8ETL

9ETH
S€ed
vecd

CETA

o€eyH

8T

¢

Proteasome subunit beta type-3

e Molecule 5

74%

25%

7%

Chain 5:

7oN
€91

09A
LSV

Sl
€SI
[4:p)
79T
084
67A

9%&
SYH
4z
€VI
(4728

ovd

0 6e)

8EN
Les
9EA

ve1
€€S

T€S

TZA

D
©
I>-

194
99K
S94

ELIN

0€TI
6210

Proteasome subunit beta type-3

e Molecule 5

5%

74%

25%

n j

Cha

SYH
vhd
evI
(4721

0%d
61
8eN
LgS
9€A
S€D

<
®
=

0 N O -
NN ®®m
m a0

o W
NN
H < O

-
N
=

02D

w
e
Iz

™
=
=

CTA

—
o © N~ 0 0 ~
A A nH=zo [l

A

1271
9211

sc1a
verd
€2CTD
[44a 4
jx45%
0zTd
611d
81T

6.4
8.4

SN

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 15

b 4

0€TI
6210
821D

Proteasome subunit beta type-4

e Molecule 6

80%

19%

8%

Chain 6

€TA
218
11a
oTd

590

Proteasome subunit beta type-4

e Molecule 6

76%

8%
23%

Chain k

vex
€ea
2ea

0ea
6ci
8¢1

SCI

ey

[4an
TZa
ozy
614

S84
78A
€84
28s
188

6.LY

S.1
v.ia
€LA
cLua
TL3
0.4

898
L9K
991

0 €6Ta

CBTA
16170
06TH

OO NM L O © o
NN~ NS 0@ 00 o © ©
HoH A o o =
MO BEPHDPENXNHPEAQM O H

TLIN

CLIH
TLTH

6914

Proteasome subunit beta type-5

e Molecule 7

26%

55%

18%

Chain 7

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-6575, 3JCP

Page 16

00TM

L6V
961
Sev
764
€6S
z6a

¢

STV

L 2 4

1829
9821

S8CA
78CN

28cd
1828

Proteasome subunit beta type-5

6,24

FOONDNO AN ON QDO NML WO
W W LWLWLW O OO0 © © © © INENENENENENEN L
N AAANIANINAINAIANNTNNNNAN
DEHEHACETH>NOE N A>0EdRLEX> X

e Molecule 7

26%

54%

20%

Chain 1

SCTY

€2TD

€84
8y
184

6.1
8LL

0 9LL

< 0o I~
© 0 © 0
aNaN
=2 H O

2¢8cd
1828

6.cd

923
S.2A
V.LTH

Proteasome subunit alpha type-1

cLTd
TL21
0,23

89CA
L9za

e Molecule 8

70%

9%
26%

Chain A

144

S9a

A & 2 4

L 2 2

L 2 4

66TM
861S
L6134

96714

¥6TI
€6TH
261a

T6TI
06T
681S

9814

2811
T8IN
08TL
6.L1L
8.LTI
LL1d
9LTH

< 0 © N~ 00 O o m D ONW®O N M L
0 00 © © © © O ©O©OONNNNNN~
P R = o B R T B R B R e R e ]
H > X B A O > > UrMaOSBH<SBHODANXNO

2S1d
TSTD
0ST1
6713
8¥1d

L71a

Sv1S
vIA

911

6ETA
8ETD

LETT
9€Td

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 17

oo d

®* & oo

Proteasome subunit alpha type-1

e Molecule 8

70%

26%

8%

Chain a

-
1)
<

26N
Ted
06Yv
680
88d
181

89

z8A
T8N
08D
6.1
8LL
L.d
9.8
S.I
L0

C¢LI
TLA

69A
891

S9a
791

Proteasome subunit alpha type-2

e Molecule 9

69%

31%

8%

Chain B

69d

191
991

€94

09L
654

LSKW

SS91

621
8CTA

9L
se1
vev

TeI

LR

883

98A

€84
4279
T80

Proteasome subunit alpha type-2

e Molecule 9

72%

28%

10%

Chain b

1eI
0zh
61D
811
LTH
91D

¥1d
€18
(4%

61
8S
L4

SA

o
€a
[an

T

>

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 18

62Td
82Td
LTTA

€21
(4428

(e
61T
8TTH

91N
STTV

€17

TTTA

60TT

S6L
Y6H
6y
Z6A

064

8834

TLD
TLI

69d
891
191

©
©
=

S¥14
44

[44%8

6ETH
8ETD

veTT
€eTs
TETA

0 TETH

i

0 6Ty
0 feigact

PAZAN

8€T]

9€TH
S€Td

€€Td

0 T€2H
0 ogza

LeC1

Sseel
j4498

{444
T2e1
0zea

8TCN
L123

€1CI

Proteasome subunit alpha type-3

<&
~
o
I
a

T0cd
00ZA
661S

&> oo

9611

e Molecule 10

5%

67%

28%

7%

Chain C:

vels

0 93 0 T€Td
€91 | oetd
| | 62TY
09a | |
650 41
854 | gl

s o zeTh
951 1219
| | 0zTh
€51 61T

0 TSA 8111
183 1710
05¥ [ eS|
6 STT1
P PITH
e £TTYH
b1 TITA
SoA TTT1
I 0TTI
e 60Td
peg S0TA
] | so1d
61 9071
sl v01d

4 ¢ com
sey TOTA
|oweL TOTL
) 00T
| oeev 66T
T€H 86X
ogs 16N
96
828 S6V
Pract Y6H

| |
{798 16V
£2a 061

[ een | esn
12 881
0Zk 181

[er1 981
8T feterct

[ s | | owev
o1d £8a
sTd | |
v1s 081
€14 6.9
(451 ¢ [
| 9Ly

6u e
¢ 7LV
€L1
2t | |
0LN
0 691
0 89

¥6TT
€61V
(439
T6Td
0611
68TV

181Q
98TA
S8TA
78T

0 z81a
18TY
08TA

8LTW
LLT0
9.T1
SLTT
YLTL
€LT0
cLIY
TLIV

69TL
89TN

991D
S9TA
v91S

29TV

09TM

Proteasome subunit alpha type-3

e Molecule 10

14%

5%

71%

24%

Chain ¢

9€e1
SEV

0 €€D
0 TEH

0€s

i

8Cs
pxacs

1498
€cd

1zh

0 0ZA
0 81d

914
S1d
vis
€14

0 (431

TTL

Lo 2 2 4

081
6.9

LY

YLV
€LI

OLN
691
89
L9K
991
So%

0 %93

9E€TI

veTs
EETA

62Td
8211

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 19

Proteasome subunit alpha type-4

e Molecule 11

—
5%

68%

© N~
m M
II=> =

27%

8%

Chain D

vea
€EV
[4>0)
TEL
0€D
624

9Ty
feract
7T

(40N
x4t
0zA
610
8Td

6214

8¢1d
Le1d
9TTA
SCT1D

€CT8
[441:]

0CTXx
6174
8110

9TTA
STTD

CITX
TT1d
0TTL
60TT

90TA
€0Td

c¢ota
T0Td

00TT

164

T8a

L 2 2 4

631
P 12T
s octi
95a Sz
EE A0
351 €21S
21
x [ers
—m,_ 0ZTA
61TY
8T
9TTA
8%
e mmG
& Lo Tk
(4741 Gl TTTH
e — oL
oveH 6071
ZvA
6e2a [ |
mmma 90TA
E€ETA €0Td
TeTh z01a
T€20 ¢ o
e X el 0011
62TI A_1 o - ]
8zzd o veA
seea 3, eev pote
922S > 2€0
s T eL -
$2eT < 0€D
£6v
£2TY -~ 0 624 i
=" e -
TeeI < 1TA 68Y
ozced 9zy
+ |
‘ 424 N sza 081
opEEm S e  EEm
Lizd o oon %81
o1y = o £8Y
STZA 15} z8s
HTTA ) mmw 180
£12L 08y
(4141 m ¢ o 6N
T1%d 9] LTI -
[)1a¢ mw 9TH 119
602N = S19 [es |
o) ° ¥1a GLd
o
¢ = < £1d v.S
¢ o ol N z1s €41
.. 114 TLA
¢ sz - ort T
3
0 $0zh =) 6S OLH
i 81 695
20ZA . L¥ 890
9y 191

e Molecule 11

Chain d
-

*

o <
i

SSTI

0 $9TD

Eizds]
zvea

ovex

Proteasome subunit alpha type-5

e Molecule 12

R
~
X
o
©
R
—
m

BN

o

—
=
o=
<
mmw

=

oey

8C1

9CA
sca
ven
€zh
ccd
121
(4"

814
L1d
918
ST4
YIL
€18

[0)%:1

o - o
M o m
o o
2 = -]

erqacs

e s oo o 2 2 2 4
&
b2

€erd
[44%:

i

6111
811a

9TTA

YIT0

(4231

RLDWIDE

(o1 9%c
60TA

901d
SoTd

COTA
TOT1

66H

LBA

€64
zev
T6H

681
88H

984
S8vV
¥8a

™
©
=

08D

8L

S.LD
LI
€LH
cLe
1.0
0LI

0 693

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB EM Validation Report EMD-6575, 3JCP

Page 20

h o

871
LYTH
9vID
(4458

ovTA

>

80T
L0TA
902h
S0TY
7021
€0CI

1021

8671
1679

Proteasome subunit alpha type-5

e Molecule 12

R

~

R

~

©

X

~

o~
BN
o
—

)

=

o=

o]

S5

>

Sy
€9y

(4’1
TS89

8%1

LYA
oA

€Th
ccd
121
ozy
61D
814
L1d
918
QT4
vIL
€18

oty

¢l
TLQ
0LI
694

993

TLTV
0LTX

89TN
LOTX
99TH
SOTA

€9TL

1918
097d
6514
85TV

9GT4

& 4

a2 4

80TH
L0TA
902b
502
%021
€021

1021

8611
1673

S6TH
76T
€611

Proteasome subunit alpha type-6

e Molecule 13

74%

©
2]
I>I

26%

5%

Chain F

{48

Ov 193

090

[}
0
I>-

991
S

g
Tl
=)

2SN
ey
083
671
id
LYA
9%1
SYA
44

oo
3 =

8€T

YEA

[}
]
%]

€0

I Iml
N
3]

€CTA

j241i]
0TTL
6TTN
8T
LTTD
91TV
STTY
jaaid

TT11
OTTH

80TV
L0TH

SOTA
YOTY

[401%’8

00TN

o ©O I~
o o D O D
= > n A >

160
060

~ 0 o
© (@ 0
I>.'Im

< 0
Q
- 0

€8A

9.Ld
SLV
vL1
€LS
cL1
TLD
OLKW
69H

© N~ 0
©0 © ©
oA M\

79I
€91

1810
981d

0 81D

€810
2811

6.L14

0ETA
621D
8CTA
Le1d
9¢TH
SC1D

1021

6610
861S

e Molecule 13

96TV
S6T1d
76T

1614
06TI
6811
88TH

Proteasome subunit alpha type-6

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 21

6%

75%

25%

Chain f

140N

814
11D
9Tl
S1d
vis

Probable proteasome subunit alpha type-7

e Molecule 14

15%

o - o < 10 ©
0 1 1o 0 O O
G HEH 0

61%

22%

5%

Chain G

290
T9d
09A

8G1
L83

874
LYA
oA

va
EYN
(4
91

8€I
LES
9€L
SEL
€D
€eN

TEA
OEV
6cH
8CA
Lev
9CA
erach
i£4N
€20
ccd
TN
(4

81d
L1d
918
ST4

€18

6a

€0TX
2011

001X
664

Sed
64
€64

Ted

68A
881

984
989
v8a
€8d

181
08D
6.8

69A

191
993

PoN
€94

LSTX

cvia
TvIA

8CTSs
LTIN
9CTX

8TCM

.o
<
§

T0CA

66TI
8614

96TV
S6TD
7611

(4334

Probable proteasome subunit alpha type-7

e Molecule 14

5%

15%

64%

19%

Chain g

09A

891
LS4
968
SSL
7SI

+n
[4)’!
TSq
0SA

8¥vd
LYA
oA
S¥D
vva
EVN
{44
152
0%I

8€1
Les
9el
SeL
ved
€EN

TEA
0EV
6cH
8CA

€CTH
(44
1270
0ZTA
6TTA
8TTh

9TT1
STTH

€Ty
CITd
12244
0T1d
6071

LOTI

SOTL
Y0Tx

0 [

TLQ
0LA

89b

[4eli]

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 22

L¥CI

o

wea

96TV
76T
881S

18171
981D

26S protease regulatory subunit 7 homolog

e Molecule 15

18%

57%

22%
19%

Chain H

EVV

¢

¢

Ao & 2 4

a2 2B 2 2 2 2 4

9011

SOTI
YOI

T0TH

00TV
66A

LLY

SLD

€La

cLsS
T3

0LX
69A

Lo o 2B 2 2R 2 2 2 4

* o o

> S

< o o

A R 2 2 2 2 2 2 4

ea

26S protease regulatory subunit 4 homolog

e Molecule 16

19%

59%

24%
19%

Chain I

8.d

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 23

0 SSTA

¥s1a
€GTd

0 TSTL

b o B 4 2 4
by
a

L 4
<
o
=
2]

e xace

€12H
(414}

0 1121

0T12a

80CA

pAAY
elorace

S02L
v0ed

€0TS
[4vas

<>

> oo

00ZH
661X

86TH
L6TA
9618
S6TA

e s s oo s AR 2 2 2 R 4
>
E

8.T3
L.LTS

9.2D

S.Lzh
VLTI

0 €L2Y

LT

L 2 2

¢

COPPPPPPPPOPO0OOO o oo

ved
0veT

8EEN
LEET

SEEd
veeT
EEEN
CeEL
Teed
oeed

8¢ed
Leed

v.
-
™
i

¢

¢
¢
¢
¢
¢
¢

90%L
S0va
70v1
E0PN

26S protease regulatory subunit 8 homolog

e Molecule 17

31%

8%

75%

15%

Chain J

€94

291
T9d

09a

154
954

SGA

®* S o

TSN
181
oSV
67N

L¥D
Eid
Svd

it
{44

0 PN
6€d
8€EL
LEN

IOQ

SeYd
VeI

{491

624
82b

9TH
szd

T6d

>
3
A~

0 88A
184
98A
§81
»8A
€8y
[4:31
180

L 2 2
o
&

6LA

TLK
0Ls

194
990
991

0 %91

0STA
6V
8%1a

9%IL
SY1S

€¥Td
TYIA

-
<
-
x

B6ETA
8ETN
LETH
9€TT
GETS

€ETT

0ETY
62T
8CIN
Lerd

9211
SCTA

COPPPPP® VP00 P0P0OSO G000

ozeh
61CA
8121
L123

SO GO O & o000

LA 4 4 24 2 2 2 d 2 4 4 4 4 4 4

6.LT71

8.2b
LleN

9,271
S.TT
j2kacs

€L271

CTLTN
TLTL

0.L24

6920
89CA
1,923

$92a

L 4

T9¢s
092D

S 0o > o i"""
LR 2 2 2R 2 2 2 2 4

A 4

91ed
s1ed

1er
€TeN
21ed
T1ed

0T€I
60€Y

80€D
L0ed

90€Y
S0€7T

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 24

9LEH

26S protease regulatory subunit 6B homolog

e Molecule 18

BN

o

—

.

.

X

<

©o
X
n
o~

X

n

—

=

o

o]

S

h & 2 4

197

894

954
Ss3
751
€94
(48
T81

08Y
674

* e & o

® <

€4

T3
0La
6934
891
L9K
99d
S99

€91
2oL

z81h
78T
08Td
B6LTW

0 8L1a

LLTT

0 SLTD

TLIA

i

i

TLIA
0LTL
69TA

197d

PIIN
€974
291D
TOTH

EEL
GSTa

0STT

PO & 0000000000000

Lo 2 & 2 2 2 4
8
a

>

a2 2 2 4

¢

¢
¢

STPA
j454)
€T¥L
(4544

TIPA

L8EN
etciol )
v8ev

£8€1

T8EV
08€D
6LES
8LET
LLES

9.ea
SLEN
v.Led

CTLET

TLET
0LES

89¢€1
L9ed

99€V
S9¢€d

26S protease subunit RPT4

20%

e Molecule 19

18%

64%

: 15%

Chain L

-
©
—

o
0
=

2R
o =

cLa
TLQ
0LX

o)
Q
"

©
©
=

e e s s 2 2 Ao 2 et AR 2 2
NS

0 181a
0 0814

CETH
TETA

8CTI

92T
S¢Td

€e1s
(445

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 25

® S o

€¥cd

(4748
13744
0%e¢d

6€CI
8€ClL

LETY
9€TY
SGETA

veey
eeey
ceey
T€TT
0€e1

£0eYd
zogb
TOET
00€d
1] ceai |
862d
Leey

S6TL
0 62D
0 €623

T6cd

L 2 2 R 2 2 2 4

0 © N O HNM YW ONONDO = N OFOWONODD O < NO & I © N~ 0O
O 0w © OO OO ©©OOOLNININNNNNNNK © © 00O 0 0 0 00
RESEN A AN AN AN § AN & 3 a3 3 adaq
~HO < mHH @B SEh<g><XBb0IIHAODHHL =5 A > A s H som

26S protease regulatory subunit 6A

e Molecule 20

R

[ce]

—

.

R

n

©
N
n
o

X

o

—

e

o=

o]

mmw

LET
9¢eT
SEN

€ey
ceL
Ted
0€1
6ca
8zh

<>

9Ts
ST
i£4\

€21
(44}
Tea

ey
8a
LT

sa
71

a2 22 2 2 2 2 2 2 2 2R 2 2 2 2 2
N
5

L0
€4

OO S0 & o
2
a

LETd
9€1d

0 $ETT

CETA
TETW

6211
8CTd
LTTA
9CTL
SZTD

€218
azcTs
121l

* e & o
g
g

o & 4

foa o 2 2o 2 2 2 2R 2 2 2 4

L 2 2

L 2 2

682
88TL
182D
9821
98¢V

€5€S
¢sed
TS€1

0 6ved
sved
L¥el

0 oveN

Sved

€veT
cved

A o 4 2

>

87

12572:
0T7A

08eY

LLED

SLEN
vLeT
€Led

C¢LEQ
TLed

0LeLl
69€L

99€d
S9€S
Y9eH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 26

26S proteasome regulatory subunit RPN2

e Molecule 21

10%

72%

17%

10%

Chain N

0SA
671

MI
<
o

Sva

ev1
(47

o¥vs
6€1

0 8ed
L€S
9eM
Se1
veb
€ea
(4
TEN

¢

62N
821
1Zs

v

L 2 4

TLN

79I
€91
oV
ToV

* > oo

¢

>

T8IN
871
08TS

8118
LL1Q

€L
cLIS

TLIH

04771
69TV

1973
9971

791a

€911
29Ty

14498
€274

Terd

A & 4

¢

9981 0671
goe4d 8TVA 68
983 LevL 8870
£oeY 9TVI 18%1
z9EM STUN 989
19N vevd aghI
09€ED g 879
65EV aza [lesv1

T2va 0 z8hy
L T8V
95€T mmi. 08vv
SgEn 9159 Imsu
ERfE! 1158
D 971
STHV
o 0 SLBY
67ET VT yevs
8ved O Sord
607D TLYN
LVES 07T TLVA
9PEN 109 0.1
svea 90VA 69T
PPeL S0%T {91

o
TPey mew S9BY
O¥EH 1093 $9%3
BEEW 007 E9VA
8eed 6654 7
LEED 868y 1973

| egeN l 0971
SEEV 657N

v ¢
£ges ¢ aeev mmﬁ_
TEEY £6€S E£SHY
0gEL
o emEEN o
8ced 0661 0S¥I
L2€e1 I 657D
9zes aged 8%
sged 188V LyYS
veen e iaial
€2ED sseh Le3776)

| med “Er v
12€1 e8ey g
0ZTES z8€9 ¢ o
6TES 18€d TPHA
8TeN I ov¥a
LT€S 6.1 BEVA
9TeN 8JeN felesdl
STEN =) ¢ &
yIET 983 9e%a
£T€T SLEH

| zien LET 0#
T1€1 | | ¢
otea 1.1 ¢ cenl
60€1 0LES | oeewd
80EN | 69gV 1878
L08Y 89€EL | ogEN |
90EN L9EV 6cvd

€L9d

Tv9a
991

LEY

Se9d

2EM

0e9Yy
629D

L1291

0 9299
0 5291

€294

il

T29L

6190
8194
LT9A
9T9H
ST9Y
YTON

0 €T9H

2198

Lo o 4 2 2 4

L8LW

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 27

£68A
268d
16810
0684
6884

1880

9881

¢
$884
0 £88S

2881
17884

0. 088y

8.8b

0 5z6a

4498

0 {440

T2ed
0ozen
6161

26S proteasome regulatory subunit RPN9

e Molecule 22

9%

70%

16%
15%

Chain O

(48

09y
6GT

L81
94d

€ay
[4°14

o
0
a

¢

evd
(44

Lo o 4 4

LET

9€N
SEd

€ex
ced

IO

0ogd

[}
N
(29

8zh

924

€CH

0ozd

Ao o o o 4 2 & & 2
~ o

<+ w0
-
-

6L

¢

= mq'-lsco
= == HAQ

1211
9CTI
S2TD
¥21a

PAZN:S
i

LYTN

S¥ea

even

B6ETH
8€CI
LgTd
9€CH

veTT

[444c

oged
62CN
8CCA

L & 4

L 2 4
~
&

sLed |
121
9.2

oEE=
.21
e.2d

L9€Y
99€EN
S9EN

€9€T
29ed

09€d

L 2 4
]
g

L 2 4
5]
2

26S proteasome regulatory subunit RPN5

e Molecule 23

5%

78%

14%
: 13%

Chain P

694

L9V
991

€9A
291
9%
09V
691
8GA
184
99
998
¥ss
o
2s1

T8a

0SS
67V

8vh
PAZ:S
oL
Sv
142!
€va
(4741

< & oo

071
6€T
8eb
Led
9€1

€eN

>

€y
zed

614
911

{41

o

> oo

L o N o 4

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 28

88TI
1818
9811
§8TH
Y8TH

L 2 2

ceTH

602)
8024

L0TL
902X

€6TA
261a
T61D

TTEM
0TeY

0 L0€d
90EN
S0EL
HOEL
€0€d
zoe1

TOEN

00€A
6621
8628

>

TLET
0Lea
69€T

L9ed
99¢eN
S9€T
7oed
€9€T
29eT
T9EL
09€T

85€S
LSEX
9G€EX

61€d

LIEL

STED
vien

80%S
LOYN
90¥X
S0¥d

0 £0%3

20vd

00¥A
66€1

LBEY
96€d
S6€Y

€6EN
T6EN

L 2 2
&
8

D ON OO
Mmmm0nond
NS
Mo EAH DO

26S proteasome regulatory subunit RPN6

e Molecule 24

22%

7%

73%

18%

Chain Q

*>®

e s s 2 s oo s B 2 2 2 2 2 4

OO PeO oo o

0S4
(5728
8%
L%a

9%A

444
E€%D
(444

Wy
oy

6€S
8€S

ges

eex
cea
1e1
0€1
62s
821
LTK
9zA

¥11
€14
(45!

TV

o
= o ¢ N © o
EI.—I Q‘Im&»-lb-'ll-ﬂ

STV
verd

1218
0zTH

LTTA
9114
STTI
ja30s]

(4314

0T1S
607Q

v0Td
€01

661

¢

1671
96A

€61
(45’8
T6S

0634

68Y
884
180
0 98K
s8I
v8A
€81

L 2 4

188
08H
6.Ld
8.1
L1

s.d
w1
0 €L
zLa
T3
oLy
699

0 89H
291
99A
S9&
$91
€90
299
191

98TH ¢
S8TA 0
GEA ¢ osaL
€813
z81s L
1813 | sven
[ | L¥TH
8LTH 9¥CA
LLTA Sves
9.1 vvea
e evza
PLTT Thes
€18 [ tweE
e ovz
TLTA 6ecd
T
T e
9ged
¢ 811 sgey
19T €Tl
o gfpesn
0 5914 P
$91d 1820
£9TY oy
[43%1 0 6z2a
1971 ez
el 1220
Bl 9ZZH
G sze1
Al vzeL
[egw €229
9qTT e
$S1S Tz
cul
0310 J1za
3254 erties
SyL s1ZA
710 izl
9914
phdin ¢ e
o TTIeL
EVTL ﬂum
TPV
W mmﬁ
254
ke zozH
s 102V
e pe
9ETS CSED
N et
L6TS
o
0 TETA €61y
08T Z6TY
06TN
0 1214 0 6814
9zTH [ |

L e o o 4 4 2 4
£I
£

A& a4

vred
€1€ed

0 HEEN

0 z6ED
¢

88€D

0 €8€ed
0.
6LED

9.LeX

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

e 7%

9%

76%

Full wwPDB EM Validation Report

26S proteasome regulatory subunit RPN7

21%

8%

e Molecule 25

Page 29
Chain R

~
—
—
-

6611
0 9TTH [44 48 0 861S
B =y N o e
6SH €111 6THY 0 QI
8d LenE Ceten ¢ o
ﬂ ¢ ¢ Lk 198 ¢ 611
¢ s som ovpy N e
STHD ceTd
1 Coois ¢ ¢ oss ¢ Tom
€531 L07@ ¢ ¢ 1 EE
zav 901N oo " o MMM
¢ SOTH (4321 © | es1
Iom> e v - £ WNW
e €010 0171 TSu ot
e 2011 6079 0ad ety
o i = . m
S 871
Eenl 664 9070 h 1 €811
apa 28T
S093 Syl
ot el ¢ s 181V
e wmw_ M 4 = 081N
Td LeLr
e 560 ¢ Z0%T m [ ews Gl
ovI ¢ vea [ o o ¢ LLIN
6€s ¢ o ¢ o0vk ¢ om [omr1 ]
oy ¢ = g B
163 6M X iolds
%S “ G ¢ = Eot
agd con = €1
MMM 0 o S6EN .m Iuma
ze1 ‘ 188 ’ 2] TEA
184 ¢ s > o 0€d
ogv ¢ = EN I
623 ¢ s ¢ reen S S 8za
sca ¢ ~oesL < Led
— ozy
LTS ¢ o2 68€3 = e |
70 ¢ o« G oo o)
fetacs L8€1 <
ek ¢ 988D = [ean
. ¢ os= | eogd a8eN ] ced
THTA 0 102D
¢ ou 0¥TA ¢ oo 88N g 1es
0 8.0 | eerd 0 1921 €8e4 @) 0 e
. 8€1H 0 09z1L z8ed % ¢ o
0 1871 8611 0 6524 18€1 o) 811
¢ o0 SEN +n 8521 EEEN B 110
. SETI ¢ o618 1529 e b 9N
¢ v BETM | se 95ZL ¢ sien o, STA
¢ £ETV = | gsen 12871 o0 4% €574
TETD ¢ e vSZS ¢ oud o) €18 TSTT
‘ TETY ’ €52V ’ qLev N (453 1873
121 0ETh [ zeta . N IS [oma 0STH
0LA 6213 1611 LEN o g 0TA 6%1S
¢ oo 8211 0611 Leet I S Ok 6a 8v1a
ssa e sara i N & ¢
8vzs LpTH
199 ¢ e 88T U = LI L/
L8TA Lved oLed = .. [owr1 |
91 ¢ s 98TA 9VCA 69€D O wn SN apTd
¢ P Cows i o I v
793 e = =) e
0 €21d | w8Td L9¢ed (@) = e i)
ey zera €810 SN 99EN = < ¢ ZrTA
¢ ook ¢ z8IN cved S9ea = Loen 25
. ¢ s T8TA ¢ wa 5981 ° O ¢ w %11

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 30

6T€D

LTEH

STEA

< S o

9L¥1
SLYA
A7
€L%a
CLVH
TLYT

78%

26S proteasome regulatory subunit RPN12

16%

15%

e Molecule 27

Chain T

722N

291
191
094
63934
8SL
LSI
9SG

67a
8¥N
L7D
VI

v

eed
zel
Ted
0€I
6c¢d
8¢d
121
921

€20

0CA

81D

ST4

€11

111

63

L1
94

80

e oo o o 2 o 2 2 2 & 4
© @ o o ) L © ~
Iﬁ & S §I Ig IR
o w &M > @A
25%

>

o 0 o

61%

L e 2 4 4

26S proteasome regulatory subunit RPN8

11%
11%

e Molecule 28
Chain U

i

09"

8Gd

144
orac
(49N
TCH
oza
611
8TV

911
ST1

<
-
=

21d
Ty
0TI
61
8A

9d

76D

184

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 31

¢

L & 4

wid

OvTI
6ETV

LETA
9ETY
SETA
YETL

T€TD

8zTh
Praii]

9CTA
ST

0 S12I

erey
zrea
1121
0TCA

80CA
0T
902a
S0Tx
7021

20zs
1020
0021

861X

9618
S6TH
611
€610
TBIN
T6TL
06171

88TI

0 $0eb
0 €0ed

TOET
00€X

I"’

L0
90€A

tin carboxyl-terminal hydrolase RPN11

Ubiqui

e Molecule 29

20%

63%

14%
12%

Chain V

8€1T

< © o <+ 0
~ ~ @ @© 0
2} = < AaA

OO OOOOOOOO

N
~
[

S9TI

4740

L 2 4
&
£

L 2 4
=y
8
==}

26S proteasome regulatory subunit RPN10

e Molecule 30

26%

55%

14%
14%

Chain W

L 2 2
N
&

¢

L 4

98H
S$81

€89

T8I
08b

LY

TLI
TN

0Ld
694

991
S94
YoL
€98
291

TOA

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-6575, 3JCP

19%

.

e s o 2 S o a2 o R 2 2 2 2 oo o 2 2 2 2

56%

73%

Full wwPDB EM Validation Report

L e o 0 4 A e A A a2 f

21%

Lo 2 2 4

e Molecule 31: 26S proteasome regulatory subunit RPN13

Page 32
Chain X:

[
)
.“I

< W ©
0 0 W
mox A

3 3k B
m o= o

© N~ 0
& & &
= Qo

)
<
=

EREEE

6ed
8EN
Led
9EN

SE€I
ved
€eI
ced
T€D

(o]=li]

Q@ COP VPP PPPPPPPPPPPPPPPPIPG VP99 9990990992999 9%9%99%9%9%2%9%%9%9090
o

8TN
LTA
oTd
STD

PIA
e
IV
135
0Td

63

ozta
611X
8T1a
LTTH
9TTV
ST1S
i42%¢
€113

0T1d

80TN

SOTN
¥oTx
€074
(4]
TOT1
00TM

664
864

L&
964

76N

88V
184
981

8D
€88

e s s 2 o 2 2 2 2 2 & & 4

—
™0
=
Iz

6211

e Molecule 32: 26S proteasome complex subunit SEM1

pran]
9211
ST
{7458
€TIN
(4498
1211

SO0

62%

24%

11%
10%

>0

N
©
Im-

Chain Y:

680

88N
184
984

S8
784
€84

z¢8a
181

[FA4
8.4

9.3
SLN

€L4
cLa
TLQ

25%

5% «

- o
0 0
- -
oM

56%

36%

14%

© 0 ® O o

N NN ®mm

— PR R
I*Imz"".

COPP PP PPPPPO 00 00 G090 90O 000

e Molecule 33: 26S proteasome regulatory subunit RPN1

Chain Z:

871D
pAAKS
VT4
svia
vvis
EVIA

vis

6€T1

8ETH
LETK

9€TH
SETT

YCIN
€CTV
{449
11498

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe



EMD-6575, 3JCP

Full wwPDB EM Validation Report

Page 33

9€cTd
sezh

€€T1
e

Lo B 4 2 & 4

912ZH

L 4
~
>
2
>

¥5ed

o
re)
N
(&)

eved
TPl

SO SO o0 ii[‘> L s 2 2 2 4

0 T9eT

T9EH
09€S

8G€X

0 LS€T

4

0 veed
0 €2EA
0 ceed
TzEd

0 81eN
SN

0 €T€T
0 (4138

TIEV
0T€T
60€d
80€X
LOEH

<>

Lo 2 2 2 R 2

>

©® SO 9000 oo

o o 2B 2 BB 2 4 4

4

¢
¢

6.L7L
8LYA

LLYVK
9.va
SLD
YLVT

zTsl
14:x1
615d
8191
1180
915l
s1gs
$1SY
€15V
z181
119d
0181
60971
8091
90971
S0SA
%053

0 £05a

0 2OSN
1093
0088
1674
967V
S6v1
6vD
€671
2679
1671
06%1I
687V
88YY
18%S
987S
1A
fCint

¢
¢
¢
¢
¢
¢

€09A
2091
TO9A
0098

66SI
865V

L e 2 4 4

i

96SL

S o <

09G.L

¢

%099

0 ¥8.S

€8LA

0 T8L1
L

¢

LLLd
9LLA
SLLH
v.LLd
€LLd
CTLLI
TLLH
0LL3
69.LN
89.LD
L9LK
99/H
SOLK
79LT

29LD

Q® OO VGOV PPPPPGO GO GO %% O o o
I :
=

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

S%81
vvev
£¥8a
[42:0]
T8
0¥8Y

@® SO0 & & o> oo

o ¢ 1o~ 0 O =4 NOMYWON ONO = N MOF DO MO N O AN M F W
[ N S N S 0 0 0WPVONWOO DO D BN DD DDA O W OO0 © OO
€ 0 0 0 0 0 0 00 00 00 0 00 0 0 00 W W WW VWO VK BV A B D
= XBEH A N H ARFPBPR<S>0 A> 0 A 0D LKE AKX DD O ARk > =2 A2

¢
¢

898N
1,984

998A

0 5961

96

0 €96V

0 1963
0 0969

856N
LS6T

0 9961
0 $96d

e
<
g

€664

z663
T663d
0664

6864

© N~
0 ©
o o
=

<‘><l>iii S oo > o

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



Page 34

Full wwPDB EM Validation Report

EMD-6575, 3JCP

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C1 Depositor
Number of particles used 25151 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method Each micrographs Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) Not provided

Minimum defocus (nm) 1.5 Depositor
Maximum defocus (nm) 2.5 Depositor
Magnification 75000 Depositor
Image detector FEI FALCON II (4k x 4k) Depositor
Maximum map value 0.292 Depositor
Minimum map value -0.121 Depositor
Average map value 0.001 Depositor
Map value standard deviation 0.015 Depositor
Recommended contour level 0.095 Depositor
Map size (A) 537.6, 537.6, 537.6 wwPDB
Map dimensions 256, 256, 256 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 21,21, 2.1 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or

angles).
. Bond lengths Bond angles
Mol | Chain | ¢ o7 #|Z| >5 RMSZ #4Z| >5
1 1 0.53 0/1795 0.68 0/2420
1 8 0.53 0/1795 0.70 0/2420
2 2 0.55 0/1855 0.67 0/2514
2 9 0.55 0/1855 0.67 0/2514
3 3 0.53 0/1602 0.63 0/2166
3 h 0.53 0/1603 0.63 0/2168
4 4 0.53 1/1715 (0.1%) 0.63 0/2326
4 i 0.53 1/1715 (0.1%) 0.63 0/2326
5 5 0.51 0/1611 0.67 2/2174 (0.1%)
5 j 0.51 0/1608 0.67 2/2170 (0.1%)
6 6 0.52 0/1613 0.64 0/2173
6 k 0.52 0/1613 0.64 0/2173
7 7 0.52 0/1681 0.64 0/2274
7 1 0.52 0/1681 0.64 0/2274
8 A 0.53 0/1959 0.67 0/2652
8 a 0.53 0/1959 0.67 0/2652
9 B 0.50 0/1952 0.63 0/2642
9 b 0.50 0/1952 0.63 0/2642
10 C 0.52 0/1934 0.67 1/2618 (0.0%)
10 c 0.52 0/1934 0.67 1/2618 (0.0%)
11 D 0.48 0/1919 0.66 0/2598
11 d 0.48 0/1919 0.66 0/2598
12 E 0.48 0/1886 0.64 0/2541
12 e 0.48 0/1886 0.64 0/2541
13 F 0.49 0/1823 0.68 0/2463
13 f 0.49 0/1823 0.67 0/2463
14 G 0.56 2/1936 (0.1%) 0.66 2/2614 (0.1%)
14 g 056 | 2/1936 (0.1%) | 0.69 172614 (0.2%)
15 H 0.52 2/2915 (0.1%) 0.87 13/3927 (0.3%)
16 I 0.48 0,/2681 0.84 7/3620 (0.2%)
17 J 0.50 1/2945 (0.0%) 0.80 4/3952 (0.1%)
18 K 0.58 3/2872 (0.1%) 0.90 12/3874 (0.3%)
19 L 0.50 1,/2870 (0.0%) 0.83 3/3858 (0.1%)
20 M 0.49 0/2785 0.81 4/3763 (0.1%)

EMD-6575, 3JCP
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
21 N 0.42 0/6679 0.73 | 5/9037 (0.1%)
22 0 0.53 | 1/2958 (0.0%) | 1.01 | 13/4005 (0.3%)
23 P 0.56 | 4/3520 (0.1%) | 0.88 | 8/4752 (0.2%)
24 Q 0.47 0/3525 0.73 | 2/4745 (0.0%)
25 R 0.68 | 3/3240 (0.1%) | 1.15 | 14/4371 (0.3%)
26 S 0.48 0,/3439 0.93 | 10/4657 (0.2%)
27 T 0.46 | 1/2244 (0.0%) | 0.78 | 3/3029 (0.1%)
28 U 0.48 0,/2075 0.79 0/2795
29 v 0.51 0,/1939 1.01 | 12/2613 (0.5%)
30 | W | 042 0/1557 0.80 | 2/2111 (0.1%)
31 X 0.36 0/1058 0.76 0,/1432
32 Y 0.45 0/244 0.94 2/328 (0.6%)
33 Z 0.39 | 1/5787 (0.0%) | 0.80 | 9/7857 (0.1%)
All | Al | 050 |23/105803 (0.0%) | 0.77 | 135/143074 (0.1%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
15 H 0 11
16 I 0 4
17 J 0 1
18 K 0 7
19 L 0 5
20 M 0 4
21 N 0 6
22 O 0 17
23 P 0 11
24 Q 0 6
25 R 0 5
26 S 0 16
27 T 0 4
28 U 0 7
29 \Y 0 6
30 W 0 6
31 X 0 6
32 Y 0 2
33 Z 0 7
All All 0 131

All (23) bond length outliers are listed below:
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
25 R 330 | VAL C-N 26.10 1.69 1.33
22 O 34 | GLU C-N 9.32 1.45 1.33
18 K 363 | ALA C-N 9.28 1.41 1.33
18 K 149 | ILE C-N -8.73 1.22 1.33
27 T 93 | ASN | CA-C | -8.03 1.42 1.52
14 G 82 ILE | CA-CB | 7.00 1.57 1.54
23 P 108 | LYS CA-C | 6.97 1.61 1.53
14 g 82 ILE | CA-CB | 6.92 1.57 1.54
17 J 189 | GLY C-N 6.60 1.41 1.33
23 P 107 | SER | CA-C | 5.83 1.61 1.53
23 P 287 | ASP CA-C | -5.62 1.47 1.53
23 P 108 | LYS N-CA | 548 1.54 1.46
15 H 380 | PRO | N-CD | 5.46 1.55 1.47
19 L 350 | PRO C-N -5.45 1.25 1.33
14 G 131 | PRO | N-CD | 5.33 1.55 1.47
14 g 131 | PRO | N-CD | 5.33 1.55 1.47
4 1 233 | LYS C-N -5.12 1.23 1.33
4 4 233 | LYS C-N -5.09 1.23 1.33
25 R 373 | PRO | N-CD | 5.04 1.54 1.47
15 H 96 | PRO | N-CD | 5.04 1.54 1.47
25 R 393 | PRO | N-CD | 5.01 1.54 1.47
18 K 364 | PRO | N-CD | 5.01 1.54 1.47
33 Z 788 | PRO | N-CD | 5.01 1.54 1.47

All (135) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
25 R 330 | VAL O-C-N 34.92 166.22 122.57
25 R 330 | VAL CA-C-N -24.57 72.53 121.18
25 R 330 | VAL C-N-CA -24.57 72.53 121.18
25 R 338 | TYR | CB-CA-C | 12.07 132.92 110.11
19 L 227 | GLY N-CA-C -11.15 100.33 114.37
23 P 108 | LYS N-CA-C 10.98 122.73 108.24
23 P 287 | ASP N-CA-C -10.12 98.37 111.02
29 \Y 70 | ALA CA-C-N -9.96 107.32 120.67
29 A% 70 | ALA C-N-CA -9.96 107.32 120.67
33 Z 367 | SER CA-C-N -9.51 109.23 122.92
33 Z 367 | SER C-N-CA -9.51 109.23 122.92
22 O 240 | GLU N-CA-C 9.45 124.54 112.92
26 S 402 | ILE N-CA-C -9.41 97.34 108.82
22 O 42 SER N-CA-C 9.13 123.71 113.21
15 H 170 | GLU | CB-CA-C | -9.09 104.98 115.79
33 Z 366 | LYS N-CA-C 9.05 122.03 109.18

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
26 S 299 | LYS | CB-CG-CD | -8.90 90.83 111.30
22 O 58 | ARG N-CA-C -8.87 102.60 113.15
33 Z 287 | ARG | CB-CA-C | -8.37 105.84 117.23
21 N 671 | LEU N-CA-C -8.17 102.06 110.97
23 P 309 | MET N-CA-C -8.09 103.20 113.23
20 M 290 | ARG | CB-CA-C | -7.93 106.36 115.79
18 K 152 | PRO CA-C-N 7.90 136.63 121.54
18 K 152 | PRO C-N-CA 7.90 136.63 121.54
29 \% 99 GLY N-CA-C -7.80 104.56 115.32
10 ¢ 223 | GLY N-CA-C -7.59 104.02 114.64
10 C 223 | GLY N-CA-C -7.57 104.05 114.64
26 S 299 | LYS | CA-CB-CG | 7.46 129.02 114.10
16 I 378 | GLU CA-C-N -7.32 109.31 121.17
16 I 378 | GLU C-N-CA -7.32 109.31 121.17
22 O 309 | SER N-CA-C 7.07 119.93 108.34
17 J 189 | GLY CA-C-N -7.05 113.12 120.38
17 J 189 | GLY C-N-CA -7.05 113.12 120.38
18 K 157 | SER N-CA-C 7.02 119.85 108.41
15 H 170 | GLU N-CA-C 6.98 122.16 109.32
19 L 350 | PRO CA-C-N -6.90 110.19 120.68
19 L 350 | PRO C-N-CA -6.90 110.19 120.68
22 O 34 | GLU O-C-N 6.79 130.18 123.46
15 H 380 | PRO N-CA-C 6.77 126.42 112.47
26 S 23 LYS CA-C-N 6.74 133.82 121.70
26 S 23 LYS C-N-CA 6.74 133.82 121.70
22 O 226 | LYS CA-C-N -6.68 114.01 122.43
22 O 226 | LYS C-N-CA -6.68 114.01 122.43
18 K 363 | ALA CA-C-N -6.67 113.33 120.94
18 K 363 | ALA C-N-CA -6.67 113.33 120.94
22 O 356 | ARG N-CA-C 6.67 117.29 107.88
23 P 22 | PRO | N-CA-CB 6.66 110.57 103.52
18 K 92 | VAL N-CA-C 6.65 123.25 108.88
15 H 28 | PRO | N-CA-CB 6.59 110.29 103.23
23 P 6 PRO | N-CA-CB 6.55 110.13 103.25
24 Q 34 ASP N-CA-C 6.54 118.56 110.91
21 N 872 | THR | CB-CA-C | -6.53 107.20 116.34
29 \Y 274 | GLN CA-C-N 6.46 129.37 120.39
29 \Y 274 | GLN C-N-CA 6.46 129.37 120.39
26 S 146 | LEU N-CA-C -6.35 103.86 113.51
27 T 92 ASN CA-C-N 6.34 133.64 121.54
27 T 92 ASN C-N-CA 6.34 133.64 121.54
5 5 10 GLY CA-C-N -6.31 114.52 123.17

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
5 5 10 GLY C-N-CA -6.31 114.52 123.17
5 ] 10 GLY CA-C-N -6.31 114.52 123.17
5 ] 10 GLY C-N-CA -6.31 114.52 123.17
23 P 107 | SER N-CA-C 6.26 119.42 109.65
32 Y 63 | ASN N-CA-C 6.23 117.92 110.19
16 I 74 | PRO | N-CA-CB 6.22 109.89 103.23
24 Q 361 HIS N-CA-C -6.16 104.25 110.97
14 G 59 LEU CA-C-N -6.16 117.38 123.04
14 G 59 LEU C-N-CA -6.16 117.38 123.04
22 O 319 | LEU N-CA-C -6.11 100.91 110.14
21 N 152 | LEU | CA-CB-CG | 6.11 137.68 116.30
16 I 78 | PRO | N-CA-CB 6.11 109.76 103.23
14 g 59 LEU CA-C-N -6.07 117.45 123.04
14 g 59 LEU C-N-CA -6.07 117.45 123.04
16 I 232 | PRO | N-CA-CB 6.01 109.56 103.25
29 \% 237 | ASN N-CA-C 6.00 117.69 111.03
33 Z 140 | LEU | CA-CB-CG | -6.00 95.31 116.30
15 H 103 | THR | N-CA-C 5.90 118.56 109.07
15 H 44 | PRO | N-CA-CB 0.82 109.90 103.26
15 H 380 | PRO | CA-N-CD | -5.71 104.00 112.00
23 P 106 | SER CA-C-N 5.70 134.15 123.09
23 P 106 | SER C-N-CA 5.70 134.15 123.09
33 Z 962 | ARG N-CA-C 5.65 118.65 110.28
25 R 372 | ILE O-C-N 2.61 124.06 120.07
26 S 397 | LEU CA-C-N 5.59 128.56 120.79
26 S 397 | LEU C-N-CA 5.59 128.56 120.79
20 M 225 | GLY N-CA-C -5.55 108.48 115.08
21 N 217 | MET CA-C-N -5.01 111.41 120.88
21 N 217 | MET C-N-CA -5.01 111.41 120.88
14 g 130 | ARG CA-C-N -5.90 112.97 119.84
14 g 130 | ARG C-N-CA -2.50 112.97 119.84
25 R 309 | LEU | CA-CB-CG | -5.49 97.07 116.30
30 W 147 | ILE N-CA-C -5.45 98.00 109.34
16 I 188 | GLN CA-C-N 5.45 131.51 121.70
16 I 188 | GLN C-N-CA 5.45 131.51 121.70
33 Z 593 | HIS CA-C-N -5.44 113.05 119.84
33 Z 593 | HIS C-N-CA -0.44 113.05 119.84
22 O 51 ASP N-CA-C -0.43 106.50 113.02
26 S 155 | LEU | CA-CB-CG | -5.43 97.29 116.30
20 M 158 | THR CA-C-N -5.38 106.75 122.21
20 M 158 | THR C-N-CA -5.38 106.75 122.21
17 J 287 | ASN N-CA-C -5.36 106.32 112.86

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
29 V 273 | ARG CA-C-N 5.34 131.73 121.54
29 \% 273 | ARG C-N-CA 0.34 131.73 121.54
29 \% 277 | LYS CA-C-N -5.33 114.30 121.71
29 \Y 277 | LYS C-N-CA -2.33 114.30 121.71
22 O 226 | LYS N-CA-C -2.32 96.12 111.00
25 R 300 | ASP CA-C-N -5.28 114.37 121.71
25 R 300 | ASP C-N-CA -5.28 114.37 121.71
15 H 102 | CYS CA-C-N -0.24 115.77 123.00
15 H 102 | CYS C-N-CA -0.24 115.77 123.00
25 R 392 | ARG CA-C-N -5.22 113.32 119.84
25 R 392 | ARG C-N-CA -0.22 113.32 119.84
15 H 95 HIS CA-C-N -5.20 113.34 119.84
15 H 95 HIS C-N-CA -5.20 113.34 119.84
25 R 271 ILE N-CA-C -5.18 104.92 110.36
25 R 200 | LYS N-CA-C -0.17 106.81 113.01
25 R 372 | ILE CA-C-N -0.17 113.38 119.84
25 R 372 | ILE C-N-CA -0.17 113.38 119.84
26 S 330 | LEU N-CA-C -5.17 106.95 113.20
17 J 226 | GLY N-CA-C -5.12 106.58 112.73
18 K 159 | SER CA-C-N 5.12 131.19 121.97
18 K 159 | SER C-N-CA 5.12 131.19 121.97
18 K 158 | ILE CA-C-N 5.11 131.30 121.54
18 K 158 | ILE C-N-CA 5.11 131.30 121.54
15 H 285 | GLY N-CA-C -5.09 107.97 115.30
32 Y 64 | TRP N-CA-C 5.06 118.23 111.24
33 Z 269 | TYR | CA-CB-CG | 5.06 123.01 113.90
30 W 54 | GLY N-CA-C -5.05 106.98 115.62
22 O 225 | ASP CA-C-N 5.05 130.79 121.70
22 O 225 | ASP C-N-CA 5.05 130.79 121.70
27 T 53 | ASN N-CA-C -5.05 100.05 110.80
18 K 340 | PHE CA-C-N -5.04 113.54 119.84
18 K 340 | PHE C-N-CA -5.04 113.54 119.84
15 H 404 | TRP | CA-CB-CG | -5.02 104.07 113.60
29 V 237 | ASN CA-C-N 5.00 130.70 121.70
29 V 237 | ASN C-N-CA 5.00 130.70 121.70

There are no chirality outliers.

All (131) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
15 H 102 | CYS | Peptide
15 H 164 | SER | Peptide

Continued on next page...
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Mol | Chain | Res | Type | Group
15 H 171 | GLY | Peptide
15 H 173 | ARG | Peptide
15 H 175 | GLY | Peptide
15 H 191 | ILE | Peptide
15 H 195 | VAL | Peptide
15 H 207 | THR | Peptide
15 H 254 | THR | Peptide
15 H 302 | LYS | Peptide
15 H 376 | GLU | Peptide
16 I 146 | ILE | Peptide
16 | 161 | SER | Peptide
16 I 190 | ASP | Peptide
16 I 214 | LEU | Peptide
17 J 193 | THR | Peptide
18 K 123 | LEU | Peptide
18 K 153 | ASP | Peptide
18 K 154 | SER | Peptide
18 K 217 | THR | Peptide
18 K 307 | ASP | Peptide
18 K 308 | GLN | Peptide
18 K 48 | TYR | Peptide
19 L 169 | ASN | Peptide
19 L 213 | LYS | Peptide
19 L 226 | THR | Peptide
19 L 290 | ARG | Peptide
19 L 296 | SER | Peptide
20 M 164 | ASP | Peptide
20 M 291 | PHE | Peptide
20 M 372 | ASP | Peptide
20 M 374 | ILE | Peptide
21 N 217 | MET | Peptide
21 N 322 | ASP | Peptide
21 N 352 | ASN | Peptide
21 N 693 | GLY | Peptide
21 N 765 | ASP | Peptide
21 N 778 | LYS | Peptide
22 O 164 | PRO | Peptide
22 O 223 | LEU | Peptide
22 O 226 | LYS | Peptide
22 O 240 | GLU | Peptide
22 O 244 | ASN | Peptide
22 O 301 | PHE | Peptide
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Mol | Chain | Res | Type | Group
22 O 302 | VAL | Peptide
22 O 306 | ARG | Peptide
22 O 308 | LEU | Peptide
22 O 309 | SER | Peptide
22 O 310 | PHE | Peptide
22 O 34 | GLU | Peptide
22 O 383 | LYS | Peptide
22 O 41 | LEU | Peptide
22 O 51 | ASP | Peptide
22 @) 52 | ALA | Peptide
22 O 53 | LYS | Peptide
23 P 106 | SER | Peptide
23 P 203 | ILE | Peptide
23 P 211 | PRO | Peptide
23 P 233 | GLU | Peptide
23 P 286 | ASN | Peptide
23 P 308 | LEU | Peptide
23 P 318 | TYR | Peptide
23 P 320 | PRO | Peptide
23 P 332 | GLU | Peptide
23 P 409 | SER | Peptide
23 P 86 HIS | Peptide
24 Q 107 | VAL | Peptide
24 Q 128 | GLU | Peptide
24 Q 129 | LYS | Peptide
24 Q 133 | LEU | Peptide
24 Q 254 | SER | Peptide
24 Q 34 | ASP | Peptide
25 R 184 | GLN | Peptide
25 R 223 | ASN | Peptide
25 R 240 | SER | Peptide
25 R 302 | ALA | Peptide
25 R 94 | PHE | Peptide
26 S 146 | LEU | Peptide
26 S 203 | SER | Peptide
26 S 227 | ASN | Peptide
26 S 247 | VAL | Peptide
26 S 258 | GLU | Peptide
26 S 296 | ALA | Peptide
26 S 298 | ARG | Peptide
26 S 338 | MET | Peptide
26 S 342 | LEU | Peptide
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Mol | Chain | Res | Type | Group
26 S 396 | SER | Peptide
26 S 401 | LYS | Peptide
26 S 417 | GLN | Peptide
26 S 436 | ILE | Peptide
26 S 44 | THR | Peptide
26 S 450 | ASN | Peptide
26 S 469 | ASN | Peptide
27 T 51 | TYR | Peptide
27 T 52 | LEU | Peptide
27 T 91 SER | Peptide
27 T 93 | ASN | Peptide
28 U 132 | LEU | Peptide
28 U 189 | ARG | Peptide
28 U 197 | LEU | Peptide
28 U 289 | ASP | Peptide
28 U 305 | ARG | Peptide
28 U 55 | PRO | Peptide
28 U 7 LYS | Peptide
29 A% 156 | PHE | Peptide
29 \% 161 | THR | Peptide
29 \Y 162 | GLY | Peptide
29 \Y 273 | ARG | Peptide
29 \Y 295 | VAL | Peptide
29 \Y 70 | ALA | Peptide
30 W 104 | LYS | Peptide
30 W 146 | GLU | Peptide
30 W 147 | ILE | Peptide
30 W 161 | VAL | Peptide
30 W 162 | ASN | Peptide
30 \WY% 2 VAL | Peptide
31 X 23 | LEU | Peptide
31 X 24 | CYS | Peptide
31 X 28 | PRO | Peptide
31 X 52 | PRO | Peptide
31 X 79 LYS | Peptide
31 X 85 | ARG | Peptide
32 Y 62 | GLU | Peptide
32 Y 65 | ASP | Peptide
33 Z 132 | HIS | Peptide
33 7 142 | ASP | Peptide
33 7 265 | LEU | Peptide
33 Z 325 | GLY | Peptide

Continued on next page...
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Mol | Chain | Res | Type | Group
33 Z 839 | SER | Peptide
33 Z 891 | PRO | Peptide
33 Z 920 | GLY | Peptide

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1 1757 0 1708 226 0
1 8 1757 0 1708 221 0
2 2 1824 0 1829 235 0
2 9 1824 0 1829 219 0
3 3 1573 0 1546 188 0
3 h 1574 0 1547 194 0
4 4 1684 0 1685 194 0
4 1 1684 0 1685 217 0
b} 5 1581 0 1571 194 0
b} j 1578 0 1567 197 0
6 6 1585 0 1590 204 0
6 k 1585 0 1590 191 0
7 7 1644 0 1592 216 0
7 1 1644 0 1592 208 0
8 A 1921 0 1910 204 0
8 a 1921 0 1910 218 0
9 B 1915 0 1929 194 0
9 b 1915 0 1929 218 0
10 C 1904 0 1901 195 0
10 c 1904 0 1901 226 0
11 D 1890 0 1900 204 0
11 d 1890 0 1900 231 0
12 E 1861 0 1836 185 0
12 e 1861 0 1836 208 0
13 F 1795 0 1797 215 0
13 f 1795 0 1797 226 0
14 G 1896 0 1886 270 0
14 g 1896 0 1886 283 0
15 H 2877 0 2891 586 0
16 I 2652 0 2610 528 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
17 J 2914 0 3016 041 0
18 K 2835 0 2909 048 0
19 L 2829 0 2902 952 0
20 M 2754 0 2799 465 0
21 N 6570 0 6630 951 0
22 O 2912 0 2817 627 0
23 P 3470 0 3500 712 0
24 Q 3469 0 3485 869 0
25 R 3187 0 3152 903 0
26 S 3384 0 3238 768 0
27 T 2201 0 2167 385 0
28 U 2049 0 2099 443 0
29 \Y 1912 0 1906 363 0
30 W 1534 0 1542 260 0
31 X 1032 0 1017 132 0
32 Y 243 0 183 34 0
33 Z 5688 0 5564 1190 0

All All 104170 0 103784 15053 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 72.

All (15053) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
24:Q:314:PHE:HE1 24:Q:335:PHE:CE2 1.02 1.70
24:Q:314:PHE:CE1 24:Q:335:PHE:CE2 1.80 1.67
25:R:384:VAL:CG2 26:S:406: ASP:HB2 1.31 1.59
24:Q:309:ARG:HB2 24:QQ:349:LYS:CB 1.29 1.58
33:2:605:SER:HB3 33:2:878:LEU:CG 1.27 1.56
22:0:83:LEU:CD2 22:0:102:LEU:CD2 1.83 1.55
24:Q:383:ASP:CB 24:Q:384:LYS:HD3 1.23 1.55
30:W:66: THR:CG2 30:W:71:LYS:HE3 1.33 1.55
24:Q:309:ARG:CB 24:Q:349:LYS:HG3 1.35 1.54
24:Q:309:ARG:HB2 24:Q:349:LYS:CG 1.16 1.53
23:P:396:PRO:HG2 24:Q:356:CYS:C 1.25 1.53
25:R:400:TYR:CE1 26:5:461:PHE:CZ 1.97 1.52
24:Q:339:TYR:CD1 | 24:Q:342:LEU:HD12 1.44 1.51
33:7:567:ALA:CB 33:7:595:-MET:CB 1.88 1.51
25:R:200:LYS:CE 25:R:202:GLY:HA2 1.41 1.50
25:R:330:VAL:C 25:R:331:ARG:N 1.69 1.50
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
25:R:372:ILE:N 25:R:377:LEU:HD12 1.28 1.49
24:Q):383:ASP:HB2 24:Q:384:LYS:CD 1.41 1.47
24:QQ:405:GLN:HG2 25:R:395:ASN:CB 1.45 1.47
33:7Z:567:ALA:HB2 33:72:595:MET:CB 1.43 1.46
24:Q:401:GLU:HB2 25:R:392:ARG:NH1 1.19 1.46
25:R:330:VAL:C 25:R:331:ARG:CA 1.87 1.45
33:7:605:SER:CA 33:7Z:878:LEU:HD11 1.39 1.45
16:1:281:GLN:CG 17:J:223:ILE:HA 1.45 1.45
25:R:384:VAL:HG23 26:S:406:ASP:CB 0.98 1.44
25:R:146:ASP:HB3 25:R:148:ASP:CG 1.34 1.44
25:R:371:PHE:C 25:R:377:LEU:CD1 1.90 1.44
23:P:392:LYS:CE 24:Q:354:PHE:HB2 1.45 1.44
33:7:861: THR:HG21 33:7:962:ARG:NH1 1.15 1.42
33:7:761:PHE:CD2 33:7Z:780:MET:SD 2.12 1.41
13:F:11:VAL:CG2 14:G:128:SER:O 1.67 1.41
24:Q:302:VAL:CG1 24:Q:335:PHE:CZ 2.02 1.41
25:R:380:VAL:CA 26:S:398: THR:HG22 1.47 1.41
33:7Z:605:SER:O 33:7Z:878:LEU:CD2 1.66 1.41
22:0:3:ASN:O 22:0:7:ILE:CB 1.68 1.40
24:Q:383:ASP:CB 24:QQ:384:LYS:CD 1.97 1.40
25:R:330:VAL:CA 25:R:331:ARG:N 1.85 1.39
24:QQ:382:LEU:CD1 | 24:Q:402: THR:HG23 1.52 1.39
22:0:7:ILE:O 22:0:11:LEU:CB 1.69 1.38
33:72:275:GLN:HG2 33:72:278:LEU:CD2 1.53 1.38
33:7:269:TYR:HA 33:2:272:TYR:CE2 1.58 1.38
22:0:15:ARG:H 22:0:16:MET:CB 1.33 1.38
22:0:83:LEU:CD2 22:0:102:LEU:HD22 0.92 1.38
24:QQ:314:PHE:CD2 24:Q:339:TYR:CD1 2.12 1.38
23:P:393:VAL:HB 24:Q:352:GLU:C 1.46 1.37
25:R:380:VAL:HA 26:S:398: THR:CG2 1.53 1.37
33:7:605:SER:CB 33:7:878:LEU:HD21 1.55 1.36
33:7:585:LEU:CD1 33:7:603:VAL:HG21 1.55 1.36
33:7:568:LEU:HD23 33:7:599:1LE:CG1 1.52 1.36
25:R:380:VAL:HG13 26:5:398: THR:O 1.20 1.35
33:7:753:GLY:HA2 33:7:755:GLU:N 1.42 1.34
33:7:783:VAL:CG1 33:7:787:ASP:0O 1.73 1.34
15:H:96:PRO:CG 16:1:137:GLU:HG2 1.58 1.34
33:7Z:605:SER:HA 33:Z:878:LEU:CD1 1.59 1.33
24:Q:378:SER:O 24:Q:386:PHE:HB3 1.24 1.32
3:h:20: THR:CB 3:h:36:ASP:CG 2.02 1.32
33:7:605:SER:CB 33:7:878:LEU:CD?2 2.07 1.32
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

24:Q:372:GLN:NE2 24:Q:376:LYS:HZ3 1.27 1.32
3:h:20: THR:CB 3:h:36:ASP:0OD1 1.77 1.32
18:K:243: VAL:HG21 19:L:303:ARG:CD 1.59 1.31
19:L:254:LYS:HB3 20:M:255:TYR:CD1 1.62 1.31
25:R:384:VAL:CG2 26:S:406:ASP:CB 1.90 1.31
33:7:602:LEU:HD21 33:7:882:LEU:CD2 1.57 1.31
33:7:243:GLN:CD 33:7:244:ARG:H 1.38 1.31
15:H:96:PRO:HD3 16:1:138:GLU:CG 1.59 1.30
25:R:259:PHE:CD1 25:R:333:MET:HG2 1.65 1.30
24:QQ:389:VAL:CB 25:R:347:THR:O 1.79 1.30
25:R:372:ILE:CA 25:R:377:LEU:HD12 1.60 1.29
23:P:393:VAL:CB 24:Q:352:GLU:O 1.80 1.29
25:R:146:ASP:CB 25:R:148:ASP:OD1 1.78 1.29
33:7:605:SER:CB 33:7Z:878:LEU:CG 2.10 1.29
33:7:861: THR:CG2 33:7:962:ARG:HH12 1.46 1.29
24:Q:302:VAL:CG1 24:Q:335:PHE:HZ 1.41 1.29
23:P:392:LYS:HE3 24:QQ:354:PHE:CB 1.61 1.28
33:7:603:VAL:O 33:2:606:CYS:SG 1.91 1.28
33:7:585:LEU:-HG 33:7:603:VAL:CG1 1.62 1.28
15:H:96:PRO:CG 16:1:138:GLU:HG2 1.63 1.27
25:R:371:PHE:O 25:R:377:LEU:HG 1.25 1.27
15:H:96:PRO:HB3 15:H:192:ASP:0O 1.15 1.27
26:S:422:MET:O 26:S:425:ARG:HG2 1.27 1.27
28:U:140:ILE:O 28:U:141:GLU:HG2 1.26 1.27
33:72:291:GLU:HB2 33:7:294:1LE:CD1 1.64 1.27
24:Q:405:GLN:CG 25:R:395:ASN:HB2 1.64 1.27
24:QQ:356:CYS:0 24:Q:357:VAL:CG1 1.81 1.26
33:7:602:LEU:CD2 33:7:882:LEU:HD23 1.65 1.26
33:7:291:GLU:OE1 33:7:294:1LE:HD12 1.35 1.26
24:Q:309:ARG:CB 24:QQ:349:LYS:HB2 1.63 1.26
24:Q:309:ARG:CB 24:Q:349:LYS:CG 1.95 1.26
18:K:288:SER:OG 19:L:256:1LE:HG22 1.17 1.25
24:Q:302:VAL:HG11 24:Q:335:PHE:CE1 1.70 1.25
25:R:259:PHE:CD1 25:R:333:MET:HE3 1.71 1.25
2:2:42:THR:CG2 2:2:74:ARG:NH2 2.00 1.25
33:72:747:ALA:CB 33:7:761:PHE:HZ 1.49 1.25
24:Q:382:LEU:HD11 | 24:Q:402:THR:CG2 1.67 1.25
33:7Z:784:SER:HA 33:2:788:PRO:CG 1.64 1.25
17:J:128:ASN:O 17:J:129:LYS:HE2 1.08 1.24
22:0:83:LEU:HD21 22:0:102:LEU:CD2 1.45 1.24
24:QQ:401:GLU:CB 25:R:392:ARG:NH1 1.99 1.24
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:9:42:THR:CG2 2:9:74:ARG:NH2 1.99 1.24
22:0:15:ARG:N 22:0:16:MET:CB 1.99 1.24
23:P:396:PRO:CG 24:Q:356:CYS:C 2.10 1.24
33:2:789:GLN:O 33:7:793:PHE:CZ 1.90 1.24
16:1:281:GLN:C 17:J:220: GLN:O 1.79 1.24
17:J:190:PRO:CB 17:J:318:PRO:HA 1.67 1.24
25:R:371:PHE:C 25:R:377:LEU:HD12 1.58 1.24
33:7:270:SER:O 33:7:276:ASN:ND2 1.71 1.23
33:7:753:GLY:CA 33:7:755:GLU:H 1.50 1.23
23:P:381:SER:OG 24:Q:350:1LE:HG23 1.33 1.23
24:Q:314:PHE:CD2 24:Q:339:TYR:CG 2.27 1.23
24:Q:378:SER:O 24:QQ:386:PHE:CB 1.87 1.23
26:S:422:MET:HA 26:S:425:ARG:CD 1.66 1.22
19:L:259:SER:CB 19:L:303:ARG:HE 1.51 1.22
33:7:783:VAL:HG13 33:7:787:ASP:O 1.10 1.22
14:G:12:ASN:ND2 14:G:129:VAL:O 1.70 1.22
22:0:83:LEU:CD1 22:0:102:LEU:HD21 1.70 1.22
24:Q:383:ASP:CG 24:Q:384:LYS:HD3 1.62 1.22
25:R:400: TYR:CE1 26:S:461:PHE:HZ 1.45 1.22
25:R:146:ASP:HB3 25:R:148:ASP:0OD1 1.10 1.22
3:h:20: THR:CB 3:h:36:ASP:0D2 1.85 1.21
15:H:96:PRO:CD 16:1:138:GLU:HG2 1.69 1.21
16:1:239:GLY:C 16:1:242:PRO:HD3 1.64 1.21
24:Q:383:ASP:CG 24:QQ:384:LYS:CD 2.11 1.21
25:R:381:ILE:H 26:S:398: THR:CB 1.53 1.21
25:R:381:ILE:H 26:S:398: THR:CG2 1.52 1.21
33:7:568:LEU:CD2 33:7:599:ILE:HG13 1.68 1.21
19:L:259:SER:OG 19:L:303:ARG:NE 1.72 1.20
25:R:400: TYR:CZ 26:S:461:PHE:CZ 2.28 1.20
33:7:358: TYR:HH 33:7Z:913:1ILE:C 1.50 1.20
18:K:238:ASN:HB2 18:K:241:GLU:CG 1.71 1.20
24:Q:309:ARG:CB 24:Q:349:LYS:CB 2.10 1.20
33:7:783:VAL:O 33:7Z:787:ASP:N 1.71 1.20
18:K:288:SER:OG 19:L:256:ILE:CG2 1.88 1.20
17:J:130:ALA:HB1 17:J:131:ASP:HB2 1.24 1.19
33:7:240:ASN:O 33:7:242:PHE:CE1 1.96 1.19
33:7:585:LEU:HD11 33:7Z:603:VAL:CG2 1.73 1.19
3:h:20: THR:O 3:h:188:SER:OG 1.60 1.19
25:R:371:PHE:O 25:R:377:LEU:CG 1.90 1.18
33:7:579:GLU:O 33:7:583:ASP:HB2 1.04 1.18
17:J:336:ASN:HA 25:R:204: TRP:HB2 1.22 1.18
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
33:7:568:LEU:CD2 33:7:599:1LE:CG1 2.20 1.18
15:H:96:PRO:HG2 16:1:137:GLU:CG 1.72 1.18
33:7:593:HIS:O 33:7:596: THR:HB 1.41 1.18
23:P:393:VAL:HB 24:Q:352:GLU:O 1.01 1.18
23:P:393:VAL:O 24:Q:353:PRO:HA 1.39 1.18
17:J:128:ASN:C 17:J:129:LYS:HE2 1.69 1.17
24:QQ:356:CYS:0 24:Q:357:VAL:HG13 1.05 1.17
33:7:761:PHE:CE2 33:7:783:VAL:HG21 1.76 1.17
16:1:280:ILE:HA 16:1:281:GLN:HB2 1.23 1.17
19:L:254:LYS:CB 20:M:255:TYR:HD1 1.56 1.17
23:P:396:PRO:HGS3 24:Q:357:VAL:CA 1.72 1.17
24:Q:302:VAL:HG13 24:Q:335:PHE:CZ 1.71 1.17
30:W:66: THR:CG2 30:W:71:LYS:CE 2.22 1.17
23:P:396:PRO:HG2 24:Q:356:CYS:O 1.41 1.17
17:J:127:GLU:HB3 17:J:129:LYS:NZ 1.60 1.17
17:J:128:ASN:O 17:J:129:LYS:CE 1.91 1.17
24:QQ:389:VAL:CB 25:R:347:'THR:H 1.58 1.17
30:W:66:THR:HG21 30:W:T71:LYS:HG3 1.25 1.17
25:R:372:ILE:N 25:R:377:LEU:CD1 2.01 1.16
33:7:270:SER:O 33:7:276:ASN:CG 1.88 1.16
2:9:42:THR:HG22 2:9:74:ARG:NH2 1.60 1.16
18:K:344:ARG:CD 18:K:378:LEU:O 1.93 1.16
2:2:42: THR:HG21 2:2:58:ASP:CG 1.71 1.16
1:1:29:GLY:O 1:1:74:ASN:ND2 1.79 1.16
2:9:42: THR:HG21 2:9:58:ASP:CG 1.71 1.16
15:H:96:PRO:CD 16:1:138:GLU:CG 2.22 1.16
25:R:259:PHE:HD1 25:R:333:MET:CG 1.59 1.16
25:R:382:ASP:OD1 26:S:402:ILE:HD12 1.44 1.16
18:K:240:SER:HA 19:L:303:ARG:HG3 1.26 1.15
24:Q:380:MET:HB2 24:Q:385:1LE:O 1.46 1.15
33:7:784:SER:HA 33:Z:788:PRO:CB 1.74 1.15
22:0:102:LEU:HD23 22:0:132:GLU:OE2 1.43 1.15
33:7:579:GLU:O 33:7:583:ASP:CB 1.94 1.15
33:7:605:SER:O 33:7:878:LEU:HD22 1.36 1.15
24:Q:344:GLU:OE2 24:Q:379:GLN:HG2 1.47 1.15
24:Q:383:ASP:0D2 25:R:264: THR:0G1 1.58 1.15
7:7:76: THR:HG23 7:7:108:LYS:HZ3 1.10 1.14
33:7Z:784:SER:HA 33:7:788:PRO:HG3 1.27 1.14
24:Q:372:GLN:O 24:Q:376:LYS:CD 1.96 1.14
19:L:253:ASP:HA 20:M:256:ILE:O 1.46 1.14
25:R:146:ASP:C 25:R:148:ASP:OD1 1.91 1.14

Continued on next page...




Page 50

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

25:R:330:VAL:CB 25:R:331:ARG:N 2.09 1.14
24:QQ:314:PHE:CE1 24:Q:335:PHE:CD2 2.34 1.13
24:QQ:343:LEU:O 24:Q:347:LEU:HG 1.45 1.13
33:7:352:LYS:HE3 33:72:466:GLU:O 1.45 1.13
33:7:585:LEU:CD1 33:7:603:VAL:CG2 2.26 1.13
33:7:789:GLN:O 33:72:793:PHE:CE2 2.00 1.13
15:H:97:LEU:HD23 16:1:146:ILE:HD13 1.15 1.13
33:7Z:761:PHE:CG 33:7:780:MET:SD 2.42 1.13
25:R:200:LYS:CE 25:R:202:GLY:CA 2.25 1.13
14:¢:126:TYR:HB2 14:2:129:VAL:HG22 1.21 1.13
15:H:97:LEU:CD1 15:H:189:PRO:HB2 1.77 1.13
22:0:83:LEU:HD22 22:0:102:LEU:HD22 1.21 1.13
23:P:392:LYS:CE 24:QQ:354:PHE:CB 2.20 1.12
25:R:373:PRO:HB3 26:5:394: ILE:HG21 1.25 1.12
33:7:564:ARG:HG3 33:7:594:PRO:CB 1.78 1.12
2:2:42: THR:HG22 2:2:74:ARG:NH2 1.60 1.12
33:7:605:SER:HB2 33:7:878:LEU:HD21 1.16 1.12
15:H:380:PRO:O 15:H:413:ASN:ND2 1.80 1.12
24:Q:310:SER:HB2 24:Q:349:LYS:HZ1 1.07 1.12
24:Q:359:ILE:HG23 | 24:Q:373:VAL:HG11 1.25 1.12
25:R:259:PHE:CZ 25:R:332:GLU:HB2 1.85 1.12
25:R:381:ILE:N 26:S:398: THR:CG2 2.12 1.12
33:7:275:GLN:HB3 33:7:278:LEU:HB3 1.27 1.12
33:7Z:269:TYR:HA 33:2:272:TYR:CD2 1.84 1.11
33:7Z:605:SER:C 33:72:878:LEU:HD21 1.74 1.11
16:1:239:GLY:C 16:1:242:PRO:CD 2.23 1.11
23:P:396:PRO:CG 24:Q:357:VAL:N 2.13 1.11
24:Q:359:ILE:HG21 | 24:QQ:370: THR:HG23 1.18 1.11
25:R:381:ILE:O 26:5:396:SER:CB 1.99 1.11
33:72:430:LEU:HG 33:72:467:VAL:CB 1.80 1.11
33:7Z:567:ALA:HB1 33:72:595:MET:CB 1.67 1.11
15:H:396:MET:HA 16:1:238:-MET:CB 1.80 1.11
22:0:99:LEU:HB2 22:0:135:ARG:HH12 1.09 1.11
33:7:275:GLN:HG2 33:7:278:LEU:HD22 1.14 1.11
15:H:97:LEU:HD12 15:H:189:PRO:HB2 1.14 1.11
24:Q:309:ARG:CG 24:QQ:349:LYS:HG3 1.80 1.10
23:P:396:PRO:HGS3 24:Q:357:VAL:HA 1.30 1.10
24:Q:401:GLU:CB 25:R:392:ARG:HH12 1.59 1.10
25:R:382:ASP:OD1 26:S:402:ILE:HG23 1.51 1.10
33:7:240:ASN:O 33:7:242:PHE:CZ 2.05 1.10
33:7:275:GLN:CB 33:7:278:LEU:HB3 1.82 1.10
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33:7:592:GLU:HA 33:7:596: THR:HG21 1.11 1.10
24:Q:405:GLN:CG 25:R:395:ASN:CB 2.27 1.10
21:N:178:SER:HB2 21:N:181:GLU:HB2 1.24 1.10
22:0:83:LEU:CD1 22:0:102:LEU:CD2 2.30 1.10
7:7:76: THR:HG23 7:7:108:LYS:NZ 1.67 1.09
25:R:400: TYR:OH 28:U:274:-MET:HB3 1.50 1.09
30:W:66: THR:HG22 30:W:71:LYS:HE3 1.13 1.09
33:7Z:575:MET:CB 33:7:606:CYS:HB2 1.81 1.09
15:H:376:GLU:OE2 15:H:378:SER:HA 1.51 1.09
24:QQ:383:ASP:HB2 24:Q:384:LYS:CG 1.82 1.09
33:72:594:PRO:O 33:7:596: THR:N 1.85 1.09
33:7:861: THR:CG2 33:7:962:ARG:NH1 2.09 1.09
26:5:422:MET:C 26:S:425:ARG:HG2 1.78 1.09
33:7:568:LEU:HD22 33:7:602:LEU:CD1 1.82 1.09
33:7:605:SER:CB 33:7Z:878:LEU:HG 1.75 1.09
15:H:376:GLU:CD 15:H:378:SER:HA 1.76 1.08
22:0:83:LEU:HD22 22:0:102:LEU:CD2 1.70 1.08
24:Q:302:VAL:CG2 24:Q:335:PHE:CZ 2.36 1.08
25:R:263:ARG:NH2 25:R:267:LYS:HD3 1.67 1.08
25:R:380:VAL:C 26:5:398: THR:HG22 1.78 1.08
15:H:96:PRO:HG3 16:1:138:GLU:HG2 1.18 1.08
25:R:330:VAL:C 25:R:331:ARG:HA 1.66 1.08
33:7:275:GLN:HB3 33:7Z:278:LEU:CB 1.83 1.08
16:1:281:GLN:CG 17:J:223:1ILE:CA 2.31 1.08
22:0:16:MET:HA 22:0:72:LYS:HE3 1.25 1.08
33:7:605:SER:CA 33:72:878:LEU:CD1 2.23 1.08
22:0:1:MET:H1 22:0:35:GLU:C 1.60 1.07
24:Q:382:LEU:CD1 24:Q:402: THR:CG2 2.27 1.07
33:7Z:747:ALA:HB2 33:2:761:PHE:CZ 1.87 1.07
23:P:396:PRO:HGS3 24:Q:357:VAL:N 1.67 1.07
25:R:382:ASP:HB2 26:S:399:TYR:CB 1.84 1.07
18:K:242:PHE:CE2 18:K:254:VAL:HG22 1.89 1.07
18:K:243:VAL:HG21 19:L:303:ARG:HD3 1.26 1.07
25:R:380:VAL:CG1 26:5:398: THR:O 2.03 1.07
33:7:275:GLN:CG 33:7:278:LEU:HD22 1.84 1.07
33:7:783:VAL:HG12 33:7:788:PRO:HA 1.36 1.07
13:F:11:VAL:HG21 14:G:128:SER:O 1.32 1.07
15:H:96:PRO:HD3 16:1:138:GLU:CB 1.84 1.07
18:K:182:GLN:HE21 18:K:186:GLU:HG3 1.18 1.07
33:7:567:ALA:CB 33:7:595:MET:CA 2.31 1.07
25:R:350:LEU:HD21 25:R:365:ASP:CG 1.78 1.07
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33:7:243:GLN:OE1 33:7:244:ARG:N 1.88 1.07
18:K:243:VAL:HG12 19:L:257:GLY:HA2 1.37 1.06
24:Q:302:VAL:HG13 24:Q:335:PHE:HZ 0.99 1.06
33:72:269:TYR:O 33:7:272:TYR:HD2 1.36 1.06
24:Q:339:TYR:CD1 24:Q:342:LEU:CD1 2.37 1.06
22:0:83:LEU:HD11 22:0:102:LEU:CD1 1.86 1.06
24:QQ:302:VAL:HG11 24:QQ:335:PHE:CZ 1.75 1.06
24:QQ:383:ASP:0O 24:Q:384:LYS:NZ 1.88 1.06
24:QQ:405:GLN:HB2 25:R:395:ASN:HA 1.32 1.06
25:R:382:ASP:HB2 26:S5:399: TYR:CG 1.91 1.06
27:T:249:MET:HA 27:T:252:GLU:OE2 1.56 1.06
33:7:287:ARG:O 33:7:289:GLY:N 1.89 1.06
24:Q:383:ASP:0D2 24:QQ:384:LYS:HD2 1.54 1.05
25:R:259:PHE:CD1 25:R:333:MET:CE 2.39 1.05
15:H:95:HIS:CE1 16:1:140:ILE:HG13 1.91 1.05
24:Q:380:MET:HE1 | 24:QQ:382:LEU:HD23 1.38 1.05
25:R:259:PHE:HZ 25:R:332:GLU:HB2 1.14 1.05
30:W:66: THR:HG22 30:W:71:LYS:CE 1.81 1.05
13:F:11:VAL:HG23 14:G:128:SER:O 1.56 1.05
22:0:83:LEU:HD11 22:0:102:LEU:HD11 1.39 1.05
22:0:357:1LE:HG22 22:0:358:1LE:H 1.17 1.05
25:R:384:VAL:HG23 26:S:406:ASP:HB3 1.06 1.05
18:K:243:VAL:HG21 19:L:303:ARG:HD2 1.35 1.05
24:Q:368:LEU:HG 24:Q:369:ASP:H 1.19 1.05
33:7Z:747:ALA:CB 33:2Z:761:PHE:CZ 2.40 1.05
25:R:333:MET:HA 25:R:336:LYS:HB2 1.37 1.04
33:2:923:ILE:N 33:7:959:HIS:ND1 2.04 1.04
24:Q:351:1ILE:HB 24:Q:352:GLU:HB3 1.32 1.04
33:7Z:568:LEU:HD23 33:7:599:1ILE:HG12 1.33 1.04
14:g:12:ASN:ND2 14:g:129:VAL:O 1.90 1.04
24:Q:383:ASP:CA 24:Q:384:LYS:HD3 1.86 1.04
33:7:605:SER:HB2 33:72:878:LEU:CD2 1.80 1.04
22:0:83:LEU:CG 22:0:102:LEU:HD22 1.87 1.04
24:Q:359:ILE:CG2 24:Q:370: THR:HG23 1.86 1.04
33:7:593:HIS:H 33:7:596: THR:CB 1.69 1.04
24:Q:309:ARG:CG 24:QQ:349:LYS:CG 2.35 1.04
24:Q:390:LEU:HD23 | 24:Q:397:LEU:HD11 1.37 1.04
25:R:334:ARG:NH2 25:R:367:ASP:HB2 1.72 1.04
22:0:4:ASN:O 22:0:8:ASP:CB 2.05 1.03
24:Q:401:GLU:CD 25:R:392: ARG:HH22 1.66 1.03
26:5:405:ARG:HA 26:5:408:CYS:HB2 1.40 1.03

Continued on next page...



Page 53

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

30:W:66: THR:HG23 30:W:71:LYS:HE3 1.08 1.03
33:7:288:LEU:O 33:7:290:GLU:N 1.91 1.03
33:2:756:MET:O 33:7:760:HIS:N 1.90 1.03
13:F:11:VAL:O 14:G:130:ARG:HG3 1.58 1.03
17:J:128:ASN:C 17:J:129:LYS:CE 2.30 1.03
18:K:339:GLU:O 18:K:341:PRO:CD 2.05 1.03
25:R:146:ASP:HB3 25:R:148:ASP:0OD2 1.56 1.03
25:R:259:PHE:HD1 25:R:333:MET:HG2 0.96 1.03
33:7:291:GLU:CB 33:7:294:.1LE:HD11 1.88 1.03
23:P:392:LYS:NZ 24:Q:354:PHE:HB3 1.74 1.03
23:P:393:VAL:CG2 24:Q:352:GLU:N 2.22 1.03
25:R:381:ILE:H 26:S:398: THR:HB 1.21 1.03
25:R:384:VAL:HB 26:S:402:ILE:HG22 1.38 1.03
33:7:605:SER:HB3 33:7:878:LEU:CD2 1.78 1.03
16:1:281:GLN:CB 17:J:223:ILE:HA 1.87 1.03
25:R:372:ILE:HA 25:R:377:LEU:HD12 1.36 1.03
16:1:281:GLN:HG2 17:J:223:ILE:HA 1.37 1.03
18:K:344:ARG:HD2 18:K:378:LEU:O 1.58 1.03
26:S:290:ASN:HB2 26:5:320:ILE:HG21 1.37 1.03
27:T:252:GLU:HG2 27:T:256:LYS:HG3 1.38 1.03
18:K:238:ASN:HB2 18:K:241:GLU:HG3 1.37 1.02
24:Q:314:PHE:HB3 24:QQ:339:TYR:CE1 1.94 1.02
24:QQ:383:ASP:C 24:Q:384:LYS:HZ2 1.66 1.02
30:W:12:ASN:H 30:W:55:ALA:HB2 1.24 1.02
33:72:602:LEU:CD2 33:7:882:LEU:CD2 2.29 1.02
15:H:96:PRO:CB 15:H:192:ASP:O 2.06 1.02
18:K:238:ASN:HB2 18:K:241:GLU:HG2 1.38 1.02
24:Q:314:PHE:HE1 24:Q:335:PHE:CD2 1.72 1.02
15:H:58:ASP:HB2 16:1:126:ILE:HD13 1.42 1.02
24:Q:342:LEU:O 24:QQ:346:ASN:N 1.92 1.02
24:Q:372:GLN:HE21 24:Q:376:LYS:NZ 1.58 1.02
24:Q:389:VAL:CB 25:R:347:-THR:C 2.32 1.02
18:K:217:THR:OG1 18:K:340:PHE:CZ 2.10 1.02
25:R:400:TYR:O 25:R:403:LEU:N 1.93 1.02
15:H:96:PRO:HG2 16:1:137:GLU:HG2 1.11 1.01
16:1:206:GLU:HB2 16:1:261:LYS:HB2 1.38 1.01
22:0:16:MET:HA 22:0:72:LYS:CE 1.91 1.01
25:R:200:LYS:HD?2 25:R:202:GLY:N 1.75 1.01
33:7:215:ASN:OD1 33:7:241: THR:0G1 1.77 1.01
22:0:185:PHE:HA 22:0:188:PHE:HB3 1.43 1.01
33:7:747:-ALA:HB2 33:72:761:PHE:HZ 1.17 1.01

Continued on next page...




Page 54

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

33:7:784:SER:CA 33:7:788:PRO:HB3 1.90 1.01
22:0:140:LYS:HB2 22:0:181:PHE:CE2 1.96 1.01
23:P:396:PRO:HB2 24:Q:356:CYS:HB3 1.37 1.01
25:R:283: THR:O 25:R:285:ALA:N 1.93 1.01
26:S:422:MET:HA 26:S:425:ARG:HD3 1.40 1.01
33:7:275:GLN:HG2 33:7:278:LEU:HD23 1.42 1.01
33:7:605:SER:O 33:7:878:LEU:HD21 1.37 1.01
22:0:15:ARG:H 22:0:16:MET:CA 1.73 1.01
24:Q:372:GLN:O 24:Q:376:LYS:HD2 1.60 1.01
25:R:147:LYS:NZ 25:R:186: TYR:OH 1.93 1.01
25:R:330:VAL:HB 25:R:331:ARG:N 1.72 1.01
33:7Z:585:LEU:HD12 | 33:Z:603:VAL:HG21 1.38 1.01
22:0:356:ARG:CZ 22:0:356:ARG:HA 1.91 1.00
24:QQ:380:MET:CE 24:Q:382:LEU:HD23 1.90 1.00
33:7:585:LEU:CG 33:7:603:VAL:HG11 1.90 1.00
22:0:16:MET:CA 22:0:72:LYS:HE3 1.90 1.00
25:R:263:ARG:NH2 25:R:297:TYR:HE1 1.59 1.00
16:1:281:GLN:HG3 17:J:223:ILE:HA 1.37 1.00
16:1:281:GLN:HG2 17:J:223:1ILE:CA 1.89 1.00
22:0:1:MET:N 22:0:35:GLU:O 1.94 1.00
24:Q:401:GLU:OE1 25:R:392: ARG:NH2 1.95 1.00
25:R:400:TYR:CE1 26:S:461:PHE:CE1 2.49 1.00
33:7:784:SER:HA 33:7:788:PRO:HB3 1.38 1.00
33:7:357:1LE:HD13 33:7:959:HIS:CD2 1.97 1.00
33:7:568:LEU:HD22 33:7:602:LEU:HD12 1.38 1.00
25:R:350:LEU:N 25:R:386:GLY:O 1.94 0.99
18:K:241:GLU:OE2 19:L:264:ARG:NH2 1.95 0.99
22:0:12:SER:HA 22:0:14:LEU:N 1.77 0.99
24:QQ:372:GLN:NE2 24:QQ:376:LYS:NZ 2.08 0.99
25:R:146:ASP:CB 25:R:148:ASP:CG 2.27 0.99
25:R:294:ILE:HA 25:R:297:TYR:HB3 1.41 0.99
26:5:408:CYS:0O 26:S:412:ASN:N 1.94 0.99
19:L:175:GLN:HB3 19:L:237:ALA:HA 1.44 0.99
23:P:395:ARG:NH1 24:QQ:365:1LE:HG13 1.76 0.99
24:Q:314:PHE:CE2 24:Q:339:TYR:CG 2.51 0.99
33:7:585:LEU:-HG 33:7Z:603:VAL:HG11 1.00 0.99
22:0:83:LEU:HD13 22:0:102:LEU:HD21 1.37 0.99
33:7Z:291:GLU:CD 33:7:294:1LE:HD12 1.88 0.99
25:R:381:ILE:N 26:5:398: THR:HG22 1.74 0.99
25:R:391:ASN:ND2 26:S:449:LEU:HD22 1.77 0.99
25:R:403:LEU:HD21 26:S:464:ARG:HD2 1.45 0.99
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33:7:563:VAL:CG1 33:7:594:PRO:CB 2.41 0.99
15:H:97:LEU:HD23 16:1:146:1ILE:CD1 1.92 0.98
18:K:241:GLU:CD 19:1:264:ARG:HH22 1.69 0.98
33:72:269:TYR:O 33:2:272:TYR:CD2 2.15 0.98
27:T:254:ASP:O 27:T:258:ASN:N 1.95 0.98
23:P:396:PRO:CG 24:Q:357:VAL:CA 241 0.98
26:S:280:ASN:HA 26:5:283:GLN:HB2 1.42 0.98
25:R:400: TYR:OH 28:U:274:MET:CB 2.11 0.98
24:Q:358:GLU:HG2 24:Q:360:SER:H 1.28 0.98
23:P:393:VAL:HG21 24:Q:352:GLU:N 1.77 0.98
27:T:251:HIS:CE1 27:T:253:GLU:HB3 1.99 0.98
33:72:291:GLU:O 33:7:294:1LE:HG13 1.63 0.98
18:K:247:LEU:O 18:K:294:ARG:NH2 1.96 0.98
23:P:245:TYR:O 23:P:257:TRP:NE1 1.97 0.98
15:H:96:PRO:HG3 16:1:137:GLU:HG2 1.44 0.98
22:0:99:LEU:HB2 22:0:135:ARG:NH1 1.78 0.98
33:2:269:TYR:CA 33:72:272:TYR:CE2 2.47 0.98
25:R:384:VAL:HB 26:S:402:ILE:CG2 1.93 0.97
33:7:761:PHE:HE2 33:7:783:VAL:HG21 1.16 0.97
18:K:283:ASP:HB3 18:K:285:GLN:HE21 1.27 0.97
24:Q:339:TYR:HD1 24:QQ:342:LEU:CD1 1.72 0.97
24:Q:129:LYS:NZ 9:b:184:GLU:OE1 1.95 0.97
19:1:254:LYS:N 19:L:255: TYR:HB2 1.79 0.97
33:72:269: TYR:CE1 33:2:277:GLU:HG2 1.99 0.97
33:7:358: TYR:OH 33:7Z:913:ILE:C 2.05 0.97
33:7:605:SER:CA 33:2:878:LEU:HD21 1.93 0.97
26:S:422:MET:O 26:S:425:ARG:CG 2.12 0.97
24:Q:309:ARG:HG3 24:QQ:349:LYS:HG2 1.46 0.97
24:Q:404:ASN:HD21 | 25:R:393:PRO:HD2 1.29 0.97
22:0:15:ARG:CA 22:0:16:MET:CB 2.43 0.97
33:Z:783:VAL:HG12 33:7:788:PRO:CA 1.94 0.97
16:1:281:GLN:CG 17:J:224:GLY:H 1.78 0.96
19:L:303:ARG:NH2 19:L:304: THR:OG1 1.98 0.96
25:R:200:LYS:HE3 25:R:202:GLY:CA 1.94 0.96
33:7:358: TYR:OH 33:7:913:1ILE:O 1.82 0.96
33:7:568:LEU:HD21 33:7:599:1LE:HG13 1.45 0.96
17:J:188: TYR:H 17:J:316:PHE:H 1.10 0.96
24:QQ:309:ARG:HB3 24:QQ:349:LYS:HB2 1.46 0.96
15:H:292:ARG:HH22 | 20:M:249:PRO:HB2 1.29 0.96
25:R:78:ASP:HA 25:R:93:LYS:HA 1.47 0.96
24:QQ:302:VAL:CG1 24:QQ:335:PHE:CE1 2.37 0.96
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25:R:371:PHE:C 25:R:377:LEU:HD11 1.85 0.96
14:G:126:TYR:HB2 14:G:129:VAL:HG22 1.47 0.96
23:P:396:PRO:CB 24:Q:356:CYS:HB3 1.93 0.96
26:5:246:GLU:HB2 27:T:128:TYR:HB2 1.44 0.96
20:M:166:ARG:NH1 20:M:170:MET:O 1.99 0.96
25:R:200:LYS:HE3 25:R:202:GLY:HA2 0.99 0.96
25:R:371:PHE:C 25:R:377:LEU:.CG 2.34 0.96
33:7:243:GLN:CD 33:7:244:ARG:N 2.20 0.96
23:P:119:ILE:HG13 23:P:143:LEU:HD22 1.46 0.96
24:Q:309:ARG:HG3 24:Q:349:LYS:CG 1.95 0.96
25:R:335:ARG:HH21 25:R:374:ASN:ND2 1.64 0.96
16:1:281:GLN:HG2 17:J:223:ILE:CG2 1.95 0.96
24:QQ:310:SER:HB2 24:QQ:349:LYS:NZ 1.79 0.96
27:T:252:GLU:HG2 27:T:256:LYS:CG 1.96 0.96
18:K:339:GLU:C 18:K:341:PRO:HD3 1.91 0.95
33:7:352:LYS:CE 33:7:466:GLU:O 2.12 0.95
22:0:357:ILE:O 22:0:358:ILE:HG22 1.64 0.95
23:P:403:GLU:HG3 23:P:404:LYS:H 1.31 0.95
33:7:291:GLU:OE1 33:7:294:1LE:CD1 2.13 0.95
15:H:96:PRO:HD3 16:1:138:GLU:HG2 1.34 0.95
33:7:216:GLY:HA2 33:7:217:GLU:HG2 1.48 0.95
24:QQ:380:MET:CB 24:Q:385:1LE:O 2.14 0.95
25:R:60:ALA:O 25:R:64:LYS:N 1.99 0.95
25:R:369:GLY:O 25:R:372:ILE:HD12 1.66 0.95
26:S:383:LEU:HD23 26:S:386:ASN:HD22 1.31 0.95
19:L:259:SER:CB 19:L:303:ARG:NE 2.28 0.95
24:QQ:372:GLN:HE21 24:Q:376:LYS:HZ3 0.99 0.95
33:7:753:GLY:HA2 33:7:755:GLU:H 0.79 0.95
25:R:146:ASP:CA 25:R:148:ASP:0OD1 2.15 0.95
27:T:182:LYS:HB3 27:T:186:ARG:HH12 1.32 0.95
16:1:199:LYS:HB3 16:1:273:ARG:HB3 1.48 0.95
22:0:102:LEU:CD2 22:0:128:LEU:HD11 1.96 0.95
22:0:15:ARG:CB 22:0:16:MET:CB 2.44 0.95
24:Q:104:PHE:HB3 24:Q:114:GLN:HE22 1.31 0.95
33:7:567:ALA:CB 33:7:595:MET:HA 1.96 0.95
17:J:190:PRO:CB 17:J:318:PRO:CA 2.45 0.94
19:L:289:ARG:H 20:M:293:SER:HB2 1.31 0.94
23:P:392:LYS:NZ 24:Q:354:PHE:CB 2.29 0.94
24:Q:390:LEU:HD23 | 24:Q:397:LEU:CD1 1.96 0.94
14:¢:126:TYR:HB2 14:2:129:VAL:CG2 1.97 0.94
2:9:42: THR:CG2 2:9:58:ASP:0OD1 2.16 0.94
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24:Q:355:GLU:0OE2 24:Q:399:VAL:CG2 2.14 0.94
25:R:373:PRO:HB3 26:S:394:1ILE:CG2 1.95 0.94
25:R:400: TYR:OH 28:U:274:-MET:CA 2.14 0.94
18:K:341:PRO:O 18:K:342:SER:OG 1.85 0.94
21:N:25:LEU:HB3 21:N:60:MET:HG2 1.49 0.94
25:R:382:ASP:HB2 26:5:399: TYR:HB2 1.49 0.94
17:J:143:PRO:HD2 17:J:210:PHE:HB3 1.48 0.94
22:0:211:GLN:HE21 22:0:241: THR:HA 1.31 0.94
26:S:217:PHE:O 26:S:221:ALA:N 1.99 0.94
3:3:20: THR:CB 3:3:52:LYS:NZ 2.30 0.94
23:P:396:PRO:CG 24:Q:357:VAL:HA 1.97 0.94
23:P:425:HIS:HD2 28:U:232:VAL:HB 1.32 0.94
25:R:384:VAL:HG22 26:S:406:ASP:HB2 1.48 0.94
19:L:254:LYS:HG3 19:L:256:1LE:HD13 1.44 0.94
22:0:140:LYS:CB 22:0:181:PHE:CE2 2.50 0.94
23:P:395:ARG:HD2 24:QQ:361:HIS:HB3 1.47 0.94
25:R:334:ARG:HH22 25:R:367:ASP:HB2 1.31 0.94
25:R:335:ARG:NH2 25:R:374:ASN:ND2 2.13 0.94
24:Q:380:MET:HE1 24:Q:382:LEU:CD2 1.98 0.94
33:7:616:LEU:HB3 33:7:746:1LE:HG23 1.49 0.94
33:7:747:ALA:HB1 33:72:761:PHE:HZ 1.30 0.94
33:7:761:PHE:HE2 33:7:783:VAL:CG2 1.80 0.94
13:£:207: THR:H 13:£:210:ASN:HB2 1.32 0.94
25:R:395:ASN:ND2 28:U:274:-MET:-HE1 1.82 0.94
28:U:167:GLU:HA 29:V:35:LEU:HD22 1.47 0.94
1:1:117:TYR:OH 7:1:130: TRP:NE1 2.01 0.93
28:U:140:ILE:O 28:U:141:GLU:CG 2.15 0.93
29:V:119:SER:HB2 29:V:122:ASP:H 1.33 0.93
21:N:321:LEU:HG 21:N:323:GLY:H 1.32 0.93
33:7:243:GLN:O 33:7:245:VAL:N 2.01 0.93
2:2:42: THR:CG2 2:2:58:ASP:0OD1 2.16 0.93
21:N:659:ALA:HA 21:N:662:MET:HE2 1.48 0.93
23:P:395:ARG:CZ 24:Q:365:1ILE:HG13 1.98 0.93
13:F:207:THR:H 13:F:210:ASN:HB2 1.32 0.93
22:0:14:LEU:HA 22:0:16:MET:0O 1.68 0.93
25:R:400: TYR:CZ 26:S:461:PHE:HZ 1.74 0.93
33:72:291:GLU:HB2 33:7:294:1LE:HD11 0.94 0.93
33:7:563:VAL:HG12 33:72:594:PRO:CB 1.98 0.93
33:7:585:LEU:HD11 | 33:Z:603:VAL:HG22 1.43 0.93
13:£:11:VAL:HG21 14:¢:128:SER:O 1.67 0.93
33:7:784:SER:CA 33:7:788:PRO:HG3 1.97 0.93
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15:H:206:VAL:HG13 15:H:209:SER:HB3 1.48 0.93
23:P:91:LEU:HA 23:P:130:ILE:HD11 1.48 0.93
23:P:228:SER:HB3 23:P:237:VAL:HG22 1.50 0.93
33:7:783:VAL:HG13 33:2:787:ASP:C 1.94 0.93
18:K:339:GLU:O 18:K:341:PRO:HD2 1.66 0.93
15:H:103: THR:HA 15:H:144:LYS:HE3 1.51 0.93
18:K:240:SER:CA 19:L:303:ARG:HG3 1.99 0.93
22:0:102:LEU:HD23 | 22:0:128:LEU:HD11 1.49 0.93
25:R:400: TYR:HE1 26:S:461:PHE:CZ 1.69 0.93
33:72:275:GLN:CG 33:72:278:LEU:CD2 2.42 0.93
33:7:745:LEU:HD21 33:7:882:LEU:HD13 1.48 0.93
2:9:164:ASN:HD21 2:9:168:VAL:HB 1.34 0.93
17:J:252:SER:HB2 17:J:295:ASN:H 1.34 0.93
21:N:229:VAL:O 21:N:233:ASN:N 2.01 0.93
23:P:381:SER:OG 24:Q:350:ILE:CG2 2.17 0.93
24:QQ:309:ARG:HB2 24:QQ:349:LYS:HB2 1.18 0.93
24:Q:383:ASP:C 24:Q:384:LYS:HD3 1.94 0.93
25:R:200:LYS:HE2 25:R:202:GLY:HA2 1.48 0.93
25:R:399:GLN:HE21 | 28:U:275:VAL:HG22 1.32 0.93
31:X:14:VAL:HG22 31:X:33:ILE:HD12 1.51 0.93
15:H:288:ALA:HB1 15:H:292:ARG:HH12 1.34 0.92
19:L:258:GLU:HB3 19:L:261:ARG:HH21 1.33 0.92
26:S:171:TYR:HB3 26:S:175:SER:HB3 1.48 0.92
10:¢:28:SER:HA 10:¢:31:HIS:HD2 1.33 0.92
16:1:283: TYR:HB3 17:J:223:ILE:HG13 1.51 0.92
27:T:34:LEU:HA 27:T:37:ASN:HB2 1.49 0.92
17:J:88:VAL:HB 17:J:91:GLU:HB2 1.47 0.92
15:H:145:TYR:HB3 15:H:168:1ILE:HG22 1.51 0.92
18:K:74:HIS:ND1 21:N:576:VAL:HA 1.84 0.92
24:Q:335:PHE:O 24:Q:339:TYR:N 2.03 0.92
24:QQ:389:VAL:CB 25:R:347:'THR:N 2.32 0.92
24:Q:309:ARG:O 24:Q:346:ASN:HA 1.68 0.92
25:R:338:TYR:O 25:R:343:GLU:O 1.87 0.92
2:2:164:ASN:HD21 2:2:168:VAL:HB 1.34 0.92
5:5:203:ARG:NH1 7:1:267:ASP:OD1 2.02 0.92
18:K:93:PRO:HG2 18:K:141:ARG:HH12 1.35 0.92
24:Q:402: THR:HB 24:Q:403:PRO:HD3 1.50 0.92
25:R:259:PHE:HZ 25:R:332:GLU:CB 1.82 0.92
33:7:430:LEU:CG 33:7:467:VAL:CB 2.47 0.92
15:H:72:SER:HB3 15:H:172:MET:HG2 1.50 0.92
21:N:434:SER:HB3 21:N:439:VAL:HG11 1.52 0.92
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33:7:592:GLU:CA 33:7:596: THR:HG21 2.00 0.92
16:1:280:ILE:N 16:1:281:GLN:OE1 2.02 0.92
17:J:127:GLU:HB3 17:J:129:LYS:HZ1 1.24 0.92
22:0:83:LEU:HD11 22:0:102:LEU:CD2 1.98 0.92
22:0:309:SER:HA 22:0:348:VAL:HG23 1.52 0.92
33:7:366:LYS:HG2 33:7:367:SER:H 1.35 0.92
3:h:20: THR:CB 3:h:52:LYS:HZ2 1.83 0.92
5:j:103:TYR:HA 6:k:93:ARG:HH22 1.33 0.92
10:C:28:SER:HA 10:C:31:HIS:HD2 1.33 0.91
18:K:242:PHE:CE2 18:K:254:VAL:CG2 2.52 0.91
24:Q:341:THR:O 24:QQ:345:SER:N 2.02 0.91
33:7:918:ASP:0OD1 33:2:973:TYR:OH 1.87 0.91
33:7:592:GLU:HA 33:7Z:596: THR:CG2 1.98 0.91
22:0:15:ARG:O 30:W:18:ASN:ND2 2.01 0.91
28:U:259:ASN:HB2 28:U:261:LEU:HG 1.53 0.91
33:7:783:VAL:CG1 33:72:787:ASP:C 2.42 0.91
20:M:271:LYS:O 20:M:320:ARG:NH2 2.03 0.91
25:R:330:VAL:C 25:R:331:ARG:C 2.39 0.91
29:V:232:GLU:HA 29:V:235:GLU:HB3 1.53 0.91
33:7:819:GLY:HA2 33:7:827:LEU:HD21 1.51 0.91
15:H:97:LEU:CD2 16:1:146:ILE:HD13 2.00 0.91
24:Q:339:TYR:CE1 24:QQ:342:LEU:HD12 2.05 0.91
25:R:147:LYS:HZ1 25:R:186: TYR:HE2 1.18 0.91
2:9:42: THR:HG23 2:9:74:ARG:NH2 1.84 0.91
15:H:173:ARG:NE 16:1:154:ASP:O 2.04 0.91
22:0:140:LYS:HB2 22:0:181:PHE:CZ 2.05 0.91
22:0:140:LYS:HA 22:0:181:PHE:HE2 1.34 0.91
25:R:147:LYS:HG3 25:R:151:GLU:OE2 1.69 0.91
25:R:200:LYS:CD 25:R:203:ASP:H 1.83 0.91
28:U:189:ARG:HD?2 28:U:192:ASN:HD22 1.32 0.91
18:K:157:SER:HA 18:K:159:SER:H 1.36 0.91
24:Q:61:LEU:O 24:Q:65:TYR:N 2.03 0.91
25:R:371:PHE:HB3 25:R:377:LEU:HD21 1.50 0.91
26:S:20:HIS:HE1 26:S:131:THR:HB 1.34 0.91
16:1:281:GLN:HG2 17:J:223:ILE:HG23 1.52 0.91
24:Q:129:LYS:HZ1 9:b:187:ASP:H 1.16 0.91
33:7:593:HIS: O 33:7Z:596: THR:CB 2.19 0.91
15:H:145:TYR:HB2 15:H:169:GLU:HB2 1.50 0.91
25:R:290:SER:O 25:R:294:ILE:N 2.02 0.91
25:R:371:PHE:C 25:R:377:LEU:HG 1.94 0.91
16:1:361:LEU:HB3 16:1:365:LEU:HD23 1.53 0.91
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24:Q:130:ARG:NH1 24:Q:132:PHE:O 2.03 0.91
32:Y:83:ARG:O 32:Y:87:GLU:N 2.04 0.91
33:7:584:VAL:CG1 33:7Z:603:VAL:HG12 2.00 0.91
3:h:162:ARG:HH21 3:h:165:-MET:HE3 1.34 0.91
12:E:72:ARG:HH21 12:E:226:ASP:HA 1.34 0.90
15:H:396:MET:CA 16:1:238:-MET:CB 2.49 0.90
24:QQ:92:LYS:NZ 9:b:248:GLU:OE1 2.04 0.90
33:7:531:ALA:HB2 33:7:569:ALA:HA 1.53 0.90
3:3:162: ARG:HH21 3:3:165:MET:HE3 1.34 0.90
23:P:133:GLU:HA 23:P:136:ARG:HG3 1.52 0.90
30:W:25:ARG:HH12 30:W:144:PHE:HB3 1.36 0.90
33:7:216:GLY:HA2 33:2:217:GLU:CG 2.00 0.90
33:7:593:HIS:N 33:7:596: THR:OG1 2.04 0.90
15:H:96:PRO:HD3 16:1:138:GLU:HB2 1.50 0.90
16:1:199:LYS:HE3 17:J:278:GLN:HA 1.50 0.90
22:0:17:GLU:O 22:0:19:ASP:N 2.03 0.90
24:Q:314:PHE:HD2 24:Q:339:TYR:CD1 1.79 0.90
33:7:916:LEU:HB2 33:7:982:ILE:HG23 1.53 0.90
23:P:395:ARG:NH1 24:QQ:361:HIS:O 2.05 0.90
33:7:365:SER:HB2 33:7:962:ARG:NH2 1.87 0.90
15:H:317:ALA:HB2 15:H:362:ASP:HA 1.51 0.90
32:Y:78:LYS:O 32:Y:82:ASP:N 2.04 0.90
15:H:190:ARG:HB3 15:H:191:1ILE:HA 1.51 0.90
15:H:282:LYS:HE3 17:J:223:.1LE:H 1.36 0.90
21:N:665:ILE:HG12 21:N:706:MET:HA 1.53 0.90
27:T:169:GLN:HG3 27:T:174:PHE:HB2 1.53 0.90
30:W:66: THR:CG2 30:W:71:LYS:HG3 2.00 0.90
12:e:72:ARG:HH21 12:¢:226:ASP:HA 1.34 0.90
24:(Q:383:ASP:HB2 24:(Q:384:LYS:CB 2.01 0.90
26:S:422:MET:CA 26:S:425:ARG:HD3 2.02 0.90
20:M:274:ALA:HB1 20:M:320:ARG:HB3 1.51 0.90
21:N:177:ASP:O 21:N:182:ASN:ND2 2.05 0.90
3:3:155:GLY:HA2 3:h:180:GLN:HE21 1.36 0.90
24:Q:302:VAL:CG2 24:QQ:335:PHE:CE2 2.55 0.90
5:5:103: TYR:HA 6:6:93:ARG:HH22 1.36 0.90
16:1:282:LYS:HB2 17:J:221:LYS:HA 1.51 0.90
23:P:392:LYS:HZ2 24:Q:354:PHE:HB3 1.30 0.90
24:Q:314:PHE:CD2 24:Q:339:TYR:CE1 2.60 0.90
25:R:381:ILE:HG22 26:5:398: THR:HG21 1.54 0.90
15:H:100:ALA:HA 15:H:173:ARG:HD3 1.54 0.89
18:K:135:MET:SD 18:K:259:ARG:NH2 2.45 0.89
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25:R:330:VAL:N 25:R:331:ARG:N 2.20 0.89
3:h:28:LYS:HA 3:h:164:ASN:HD22 1.37 0.89
19:L:421:LYS:HE2 20:M:345:ARG:HH12 1.37 0.89
24:Q:24:GLU:HA 24:Q:27:-TYR:HB2 1.52 0.89
24:Q:351:1LE:HB 24:Q:352:GLU:CB 2.01 0.89
28:U:189:ARG:HH21 | 29:V:296:LEU:HD23 1.38 0.89
9:b:12:PHE:H 10:¢:21:GLN:HE22 1.12 0.89
18:K:266:PRO:HA 18:K:311:ASN:HB3 1.53 0.89
29:V:48:GLU:HB3 29:V:109:HIS:HB3 1.54 0.89
33:7:348:LEU:HD13 33:7:916:LEU:HD13 1.53 0.89
2:2:42: THR:HG23 2:2:74:ARG:NH2 1.84 0.89
1:8:35:ALA:O 1:8:154:GLN:NE2 2.06 0.89
23:P:323:ASN:O 23:P:337:HIS:ND1 2.04 0.89
29:V:205:LYS:HG2 29:V:206: THR:HG22 1.54 0.89
30:W:158:ILE:HG13 | 30:W:171:LEU:HB2 1.55 0.89
33:7:346:LEU:O 33:7:352:LYS:NZ 2.06 0.89
33:7:834:LEU:HD23 33:7:837: TYR:HD2 1.37 0.89
23:P:130:ILE:HG23 23:P:132:VAL:H 1.37 0.89
25:R:380:VAL:HA 26:5:398: THR:HG22 0.92 0.89
32:Y:75:ASN:O 32:Y:79:ALA:N 2.05 0.89
1:1:21:PHE:HZ 2:2:137:ARG:HG3 1.36 0.89
18:K:339:GLU:C 18:K:341:PRO:CD 2.46 0.89
15:H:96:PRO:HG2 16:1:137:GLU:CD 1.97 0.89
17:J:130:ALA:CB 17:J:131:ASP:HB2 2.01 0.89
20:M:357:ARG:NH2 20:M:383:THR:O 2.06 0.89
24:Q:383:ASP:CB 24:QQ:384:LYS:HB3 2.03 0.89
33:72:272:TYR:HB3 33:7:276:ASN:HA 1.54 0.89
16:1:278:GLU:C 16:1:279:LEU:HD23 1.98 0.89
21:N:311:ILE:O 21:N:315:ASN:N 2.04 0.89
23:P:334:ASN:O 23:P:338:TRP:N 2.06 0.89
25:R:200:LYS:HD?2 25:R:203:ASP:H 1.38 0.89
33:7Z:599:ILE:HG12 33:7:602:LEU:HD12 1.55 0.89
24:Q:309:ARG:O 24:Q:346:ASN:OD1 1.91 0.89
24:QQ:314:PHE:HD2 24:QQ:339:TYR:CE1 1.91 0.89
24:Q:339:TYR:O 24:Q:342:LEU:HB2 1.71 0.89
26:S:297:1ILE:H 26:S:299:LYS:HZ2 1.15 0.89
29:V:48:GLU:HB2 29:V:78:VAL:HG11 1.54 0.89
33:7Z:819:GLY:HA3 33:7:831:LEU:HD21 1.54 0.89
33:7:430:LEU:CD1 33:7:467:VAL:CB 2.51 0.89
13:£:107:ARG:HA 13:£:110:HIS:HD2 1.38 0.89
18:K:155:ASP:HB3 18:K:160: VAL:HG12 1.55 0.88
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19:L:254:LYS:HB3 20:M:255:TYR:HD1 0.73 0.88
22:0:108:GLU:O 22:0:112:LYS:N 2.06 0.88
24:QQ:314:PHE:CE1 24:Q:335:PHE:HE2 1.44 0.88
24:Q:314:PHE:CG 24:Q:339:TYR:CD1 2.62 0.88
24:Q:342:LEU:HA 24:QQ:345:SER:HB2 1.55 0.88
2:9:42: THR:HG22 2:9:58:ASP:0OD1 1.73 0.88
19:L:254:LYS:HA 19:L:255:TYR:O 1.72 0.88
21:N:274:VAL:HG22 | 21:N:290:LEU:HD13 1.55 0.88
24:Q:223:GLY:HA2 24:Q:226:HIS:HB2 1.55 0.88
15:H:156:VAL:HG13 15:H:181:TYR:HB3 1.54 0.88
20:M:115:LYS:HA 20:M:131:MET:HE2 1.55 0.88
24:Q:109:ASP:0OD2 24:Q:114:GLN:NE2 2.07 0.88
33:7:254:PRO:HA 33:7:261:ASP:H 1.38 0.88
33:7:584:VAL:HG11 | 33:7Z:603:VAL:HG12 1.55 0.88
33:7:762:GLY:HA2 33:7:792:VAL:HG21 1.53 0.88
10:C:152:ASN:HD21 10:C:156:ASN:HB3 1.37 0.88
17:J:274:GLU:O 17:J:278:GLN:N 2.04 0.88
23:P:47:ARG:HG3 23:P:49:ALA:H 1.37 0.88
33:7:344:LYS:HE2 33:7:919:GLU:HG3 1.56 0.88
1:1:35:ALA:O 1:1:154:GLN:NE2 2.05 0.88
9:B:12:PHE:H 10:C:21:GLN:HE22 1.20 0.88
16:1:276:GLY:HA2 16:1:279: LEU:HG 1.56 0.88
21:N:186:ILE:O 21:N:190:LEU:N 2.06 0.88
33:72:594:PRO:C 33:7:596: THR:H 1.81 0.88
3:h:20: THR:CA 3:h:36:ASP:0D2 2.21 0.88
1:1:29:GLY:HA3 1:1:61:LYS:NZ 1.89 0.88
23:P:325:ASP:H 23:P:337:HIS:HE1 1.16 0.88
25:R:200:LYS:O 25:R:203:ASP:N 2.06 0.88
28:U:195:LYS:HE2 28:U:198:LYS:HD3 1.56 0.88
14:g:68:GLN:HE22 14:2:86:ARG:HG2 1.39 0.88
33:7:308:LYS:HG2 33:7:345:GLU:HG2 1.54 0.88
15:H:156:VAL:H 20:M:76:PRO:HG3 1.37 0.88
24:QQ:388:GLY:H 24:Q:397:LEU:HD23 1.38 0.88
25:R:77:SER:HA 25:R:83:GLU:HA 1.53 0.88
33:7:307:HIS:O 33:7:311:ALA:N 2.05 0.88
19:1:264:ARG:O 19:L:268:ALA:N 2.06 0.88
23:P:414:GLU:O 23:P:418:ASN:N 2.07 0.88
10:¢:152:ASN:HD21 10:¢:156:ASN:HB3 1.37 0.88
24:Q:310:SER:HA 24:Q:346:ASN:OD1 1.74 0.88
30:W:66: THR:HG23 30:W:71:LYS:CE 1.93 0.88
33:7:158:ALA:HB1 33:7:207:1LE:HD11 1.55 0.88
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10:¢:216:ILE:HG12 10:¢:227:GLN:HG2 1.56 0.88
23:P:395:ARG:CZ 24:QQ:365:1LE:CG1 2.51 0.87
26:S:182:LYS:0O 26:S:186: TYR:N 2.06 0.87
31:X:85:ARG:HA 31:X:115:SER:HB2 1.56 0.87
23:P:413:ASN:O 23:P:417:HIS:N 2.05 0.87
25:R:293: THR:O 25:R:297: TYR:N 2.07 0.87
30:W:48: THR:HG22 30:W:66:THR:O 1.74 0.87
13:F:107:ARG:HA 13:F:110:HIS:HD2 1.38 0.87
26:S:201:ILE:CA 27:T:46:ILE:HD11 2.05 0.87
26:S:464:ARG:NH2 28:U:278:ILE:O 2.07 0.87
2:2:42: THR:HG22 2:2:58:ASP:0OD1 1.73 0.87
7:7:284:ASN:0OD1 5:3:39:LYS:NZ 2.07 0.87
14:G:68:GLN:HE22 14:G:86:ARG:HG2 1.39 0.87
6:6:142:SER:HB2 7:1:214:VAL:HG23 1.54 0.87
18:K:256:ASP:0O 18:K:260:LEU:N 2.07 0.87
21:N:200:SER:O 21:N:204:SER:N 2.06 0.87
23:P:46: THR:HG21 23:P:88:GLN:HG2 1.55 0.87
23:P:79:LEU:HD13 23:P:97:1ILE:HG12 1.54 0.87
10:C:216:ILE:HG12 10:C:227:GLN:HG2 1.56 0.87
18:K:243:VAL:CG2 19:1:303:ARG:HD3 2.04 0.87
22:0:103:LYS:CB 22:0:132:GLU:HG3 2.03 0.87
24:Q:20:TYR:O 24:Q:24:GLU:N 2.06 0.87
24:QQ:392:GLN:HB2 25:R:352:SER:OG 1.74 0.87
16:1:239:GLY:C 16:1:242:PRO:N 2.33 0.87
16:1:280:ILE:HA 16:1:281:GLN:CB 2.01 0.87
17:J:127:GLU:HB3 17:J:129:LYS:HZ2 1.36 0.87
22:0:211:GLN:O 22:0:215:TYR:N 2.07 0.87
23:P:163:LEU:O 23:P:167:THR:0OG1 1.92 0.87
24:(Q:383:ASP:C 24:QQ:384:LYS:NZ 2.30 0.87
25:R:400: TYR:CE2 26:S:457:PRO:HB2 2.10 0.87
15:H:58:ASP:O 15:H:62:ARG:N 2.07 0.87
15:H:176:VAL:H 15:H:189:PRO:HG3 1.39 0.87
7:1:140:LEU-HG 7:1:144:ARG:HH12 1.39 0.87
18:K:185:ARG:HA 18:K:189:GLU:HB3 1.57 0.87
21:N:666:GLN:NE2 21:N:711:ARG:O 2.08 0.87
21:N:774:ASN:N 21:N:869:ASP:0D2 2.06 0.87
24:Q:372:GLN:O 24:Q:376:LYS:HD3 1.72 0.87
27:T:141:LEU:HD22 27:T:169:GLN:HB2 1.57 0.87
33:7:785:VAL:HG21 33:7:864:MET:HB3 1.56 0.87
7:7:76:. THR:HG23 7:7:108:LYS:CE 2.05 0.86
19:L:122:SER:OG 20:M:126: THR:OG1 1.89 0.86
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22:0:243:VAL:HG12 | 22:0:248:TYR:HB3 1.55 0.86
23:P:144:VAL:HA 23:P:147:LYS:HB2 1.57 0.86
26:S:247:VAL:O 26:S:250:ALA:N 2.08 0.86
31:X:87:PHE:HB2 31:X:99:PHE:HB2 1.57 0.86
23:P:180:ILE:HG23 23:P:199:LEU:HB3 1.57 0.86
2:9:42: THR:CG2 2:9:58:ASP:CG 2.48 0.86
24:Q:383:ASP:CG 24:QQ:384:LYS:HD?2 1.91 0.86
18:K:243:VAL:CG2 19:1:303:ARG:CD 2.52 0.86
26:S:351:ALA:O 26:S:355:GLY:N 2.08 0.86
14:G:130:ARG:O 14:G:131:PRO:O 1.93 0.86
17:J:42:ARG:HB2 26:S:480:ARG:CZ 2.05 0.86
21:N:436:ASP:O 21:N:440:ASP:N 2.08 0.86
33:7:327:GLN:HA 33:7:331:GLY:HA3 1.56 0.86
15:H:96:PRO:CG 16:1:138:GLU:CG 2.50 0.86
15:H:331:ARG:HD2 15:H:334:LEU:HB2 1.58 0.86
19:1:254:LYS:HA 19:1:255:TYR:C 2.00 0.86
24:Q:302:VAL:HG22 24:Q:335:PHE:CZ 2.11 0.86
33:Z:602:LEU:.CG 33:7:882:LEU:CD2 2.54 0.86
7:7:140:LEU:HG 7:7:144:ARG:HH12 1.39 0.86
15:H:101:ARG:O 15:H:173:ARG:NH1 2.09 0.86
17:J:252:SER:O 17:J:257:ARG:NH2 2.08 0.86
18:K:56:LYS:HE2 21:N:192:LEU:HD11 1.58 0.86
33:7Z:139:LEU:HA 33:7:203:LEU:HB2 1.55 0.86
33:72:304:PRO:HA 33:7:340:LEU:HD13 1.57 0.86
11:d:118:GLN:NE2 12:e:84:ASP:OD1 2.09 0.86
15:H:97:LEU:HD12 15:H:189:PRO:CB 2.04 0.86
16:1:118:GLU:O 16:1:122:GLN:N 2.07 0.86
33:7Z:516:THR:HB 33:7:555:ALA:HB3 1.56 0.86
33:7Z:807:VAL:O 33:7Z:811:SER:N 2.07 0.86
19:L:115:GLU:HA 19:L:131:VAL:HG13 1.58 0.86
21:N:360:GLN:H 21:N:363:ALA:HB3 1.41 0.86
25:R:61:PRO:HG3 25:R:144:ILE:HG22 1.57 0.86
25:R:384:VAL:CG2 26:5:406:ASP:HB3 1.78 0.86
27:T:260:1ILE:HG22 27:T:264:MET:HE2 1.58 0.86
33:7:602:LEU:HD21 33:7:882:LEU:HD23 0.87 0.86
33:7:783:VAL:CG1 33:7:788:PRO:HA 2.06 0.86
25:R:186:TYR:O 25:R:190:LYS:N 2.09 0.86
23:P:295:SER:HA 23:P:298:SER:HB2 1.57 0.85
24:Q:359:1LE:HG23 24:Q:373:VAL:CG1 2.05 0.85
30:W:143:ASN:O 30:W:174:VAL:N 2.09 0.85
18:K:342:SER:H 18:K:344:ARG:HH22 1.20 0.85
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25:R:200:LYS:CD 25:R:202:GLY:CA 2.54 0.85
33:7Z:512:1LE:HG22 33:7:523:ALA:HB2 1.56 0.85
17:J:44:LEU:HD13 18:K:68:ILE:HB 1.57 0.85
17:J:75:VAL:O 17:J:110:SER:N 2.08 0.85
24:Q:302:VAL:HG22 24:Q:335:PHE:CE2 2.11 0.85
25:R:335:ARG:NE 25:R:376:GLN:OE1 2.09 0.85
26:5:321:GLN:HB3 26:5:326:ASP:HB2 1.57 0.85
7:7:76:THR:CG2 7:7:108:LYS:HZ3 1.89 0.85
15:H:261:ARG:NH2 | 15:H:273:ARG:HH11 1.75 0.85
24:QQ:389:VAL:CB 25:R:345:TYR:CB 2.53 0.85
25:R:259:PHE:CZ 25:R:332:GLU:CB 2.59 0.85
33:7:567:ALA:HB3 33:7Z:595:-MET:HA 1.57 0.85
21:N:241:LEU:O 21:N:245:LEU:N 2.07 0.85
24:QQ:388:GLY:0O 25:R:345:'TYR:CB 2.25 0.85
13:£:11:VAL:HG21 14:g:128:SER:C 2.02 0.85
3:3:28:LYS:HA 3:3:164:ASN:HD22 1.37 0.85
15:H:23:ASP:CB 33:72:218:GLU:OE2 2.25 0.85
24:QQ:404:ASN:ND2 25:R:393:PRO:HD2 1.91 0.85
32:Y:80:GLU:O 32:Y:84:TYR:N 2.08 0.85
33:7:325:GLY:HA2 33:7:329:1LE:HD12 1.58 0.85
19:L:251:ILE:O 19:1.:252:VAL:CG2 2.25 0.85
24:QQ:353:PRO:CB 24:QQ:357:VAL:HG11 2.06 0.85
21:N:365:PHE:HB2 21:N:399:PHE:HB3 1.58 0.85
24:Q:408: THR:HG22 | 29:V:255:ILE:HD11 1.59 0.85
25:R:382:ASP:HA 26:S:402:ILE:CD1 2.07 0.85
3:h:38:ARG:O 3:h:52:LYS:NZ 2.09 0.85
3:3:20: THR:CB 3:3:36:ASP:OD1 2.25 0.85
24:Q:135:HIS:O 24:Q:139:ILE:N 2.08 0.85
25:R:40:1LE:O 25:R:44:LYS:N 2.09 0.85
26:S:335:GLN:O 26:S:337:ASN:ND2 2.09 0.85
33:72:575:MET:CB 33:72:606:CYS:CB 2.53 0.85
33:7:580:GLN:O 33:7:584:VAL:HG12 1.77 0.85
3:h:63:CYS:HB2 3:h:117:ILE:HB 1.59 0.85
3:3:38:ARG:O 3:3:52:LYS:NZ 2.09 0.85
15:H:346:ARG:NH2 15:H:369:GLY:O 2.09 0.85
16:1:198:MET:HB3 17:J:231:ARG:HH21 1.41 0.85
21:N:318:LYS:HZ2 21:N:348:PHE:HB2 1.40 0.85
23:P:396:PRO:CD 24:Q:357:VAL:HG12 2.07 0.85
25:R:316:LEU:HA 25:R:322:LEU:HB3 1.57 0.85
25:R:358:GLY:HA3 32:Y:86:ARG:HD3 1.59 0.85
26:S:479:MET:SD 28:U:295:LYS:NZ 2.49 0.85
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32:Y:81:LEU:O 32:Y:85:LYS:N 2.08 0.85
33:7:165: TYR:HE2 33:7:223:LEU:HB3 1.42 0.85
9:b:211:LEU:HB3 9:b:238:LEU:HD12 1.59 0.85
9:B:211:LEU:HB3 9:B:238:LEU:HD12 1.59 0.84
22:0:232:GLU:HG2 22:0:233:LEU:H 1.41 0.84
23:P:343:LYS:O 23:P:347:GLU:N 2.09 0.84
23:P:393:VAL:HG23 24:QQ:352:GLU:H 1.42 0.84
24:QQ:144:LEU:O 24:Q:148:LYS:N 2.09 0.84
27:T:206:LYS:HG3 27:T:211:PHE:HB2 1.56 0.84
28:U:137:TYR:HE1 28:U:156:HIS:HB2 1.41 0.84
25:R:215:GLY:O 25:R:223:ASN:ND2 2.09 0.84
3:h:20: THR:CB 3:h:52:LYS:NZ 2.40 0.84
2:2:42: THR:CG2 2:2:58:ASP:CG 2.49 0.84
8:A:91:ARG:HH12 14:G:157:TYR:H 1.23 0.84
28:U:137:TYR:CE1 28:U:156:HIS:HB2 2.12 0.84
30:W:16:SER:OG 30:W:115:CYS:SG 2.35 0.84
15:H:169:GLU:HG2 15:H:170:GLU:HG3 1.58 0.84
15:H:403:ARG:HB2 15:H:406:LEU:HG 1.60 0.84
17:J:277:ASN:HD21 17:J:309:ARG:HH21 1.21 0.84
23:P:383:LEU:HA 23:P:386:GLN:HB2 1.60 0.84
24:Q:55:GLU:HA 24:Q:58:ILE:HB 1.59 0.84
26:5:209:ILE:O 26:S:213: THR:N 2.11 0.84
30:W:16:SER:HB3 30:W:26:PHE:HB2 1.59 0.84
33:7:106:TRP:HB2 33:7:140:LEU:HD22 1.57 0.84
33:7:509:LEU:O 33:7Z:513:ALA:N 2.09 0.84
17:J:156:GLN:HE21 17:J:160:ILE:HG13 1.41 0.84
19:L:300:GLU:O 19:L:303:ARG:NH1 2.09 0.84
21:N:150:LEU:O 21:N:154:LEU:N 2.10 0.84
21:N:204:SER:HB3 21:N:208:ARG:HH12 1.42 0.84
22:0:41:LEU:HD11 22:0:81:TYR:HB3 1.58 0.84
24:Q:424:ASP:0OD1 25:R:416:LYS:NZ 2.10 0.84
26:S:421:TYR:O 26:S:425:ARG:N 2.10 0.84
29:V:237:ASN:HB2 29:V:238:LEU:HB3 1.59 0.84
33:7:568:LEU:CD2 33:7:599:1LE:HG12 1.94 0.84
33:7:926:ASN:HB3 33:7:956:LEU:HB3 1.58 0.84
15:H:96:PRO:HA 15:H:192:ASP:N 1.92 0.84
24:Q:355:GLU:OE2 | 24:Q:399:VAL:HG22 1.77 0.84
15:H:62:ARG:O 15:H:66:LYS:N 2.10 0.84
15:H:101:ARG:HE 15:H:150:LYS:HE2 1.41 0.84
15:H:336:LEU:O 15:H:370:ARG:NH2 2.10 0.84
16:1:188:GLN:HA 16:1:189:ASP:OD1 1.78 0.84
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24:Q:356:CYS:C 24:Q:357:VAL:HG13 2.01 0.84
24:Q:401:GLU:HB2 | 25:R:392:ARG:HH11 1.42 0.84
25:R:146:ASP:CB 25:R:148:ASP:0OD2 2.23 0.84
25:R:148:ASP:O 25:R:150:ALA:N 2.10 0.84
25:R:204: TRP:HE1 25:R:237: THR:HG21 1.42 0.84
26:S:250:ALA:O 26:S:254:1ILE:N 2.09 0.84
3:h:55:ARG:NH2 3:h:58:ASP:0OD1 2.10 0.84
2:2:94:GLN:HE22 3:h:138:VAL:H 1.19 0.84
15:H:96:PRO:HG3 16:1:138:GLU:CG 2.07 0.84
16:1:328:GLU:HA 16:1:331:ARG:HB3 1.59 0.84
21:N:466:LEU:O 21:N:470:LEU:N 2.11 0.84
21:N:758:VAL:H 21:N:871:MET:HA 1.41 0.84
22:0:125:GLY:0O 22:0:129:ILE:N 2.10 0.84
26:S:418: THR:O 26:S:422:MET:N 2.09 0.84
1:8:21:PHE:HZ 2:9:137:ARG:HG3 1.42 0.84
16:1:242:PRO:CG 16:1:346:ARG:HA 2.08 0.84
24:QQ:382:LEU:N 24:QQ:383:ASP:HA 1.92 0.84
25:R:371:PHE:CB 25:R:377:LEU:HD11 2.08 0.84
33:7:397:ASP:0O 33:7:401:VAL:N 2.10 0.84
12:E:243:LEU:O 12:E:247:GLU:N 2.11 0.84
15:H:216:ASP:O 15:H:220:LYS:NZ 2.10 0.84
15:H:297:-MET:HE2 15:H:301:LYS:HE3 1.60 0.84
27:T:250:MET:H 27:T:252:GLU:HB2 1.43 0.84
28:U:65:VAL:HG11 30:W:92:GLN:HG3 1.60 0.84
8:a:91:ARG:HH12 14:¢:157:'TYR:H 1.23 0.84
12:E:223:THR:O 12:E:227:GLY:N 2.10 0.83
25:R:319:CYS:HB2 25:R:322:LEU:HD12 1.60 0.83
25:R:373:PRO:CB 26:5:394: ILE:HG21 2.08 0.83
33:7Z:124:MET:HE1 33:7:129:ASN:HA 1.60 0.83
1:8:49:ILE:HA 1:8:55:ASN:H 1.44 0.83
20:M:339:ARG:HB3 20:M:342:ARG:HB2 1.60 0.83
21:N:892:PRO:HA 21:N:906:ARG:HB3 1.60 0.83
23:P:255:ALA:HA 23:P:258:LYS:HE2 1.59 0.83
24:Q):383:ASP:HB2 24:QQ:384:LYS:HB3 1.57 0.83
26:5:399:TYR:O 26:5:445: THR:OG1 1.97 0.83
33:7:308:LYS:NZ 33:72:919:GLU:O 2.11 0.83
33:7:376:SER:O 33:7:380:ASN:N 2.10 0.83
33:7:535:VAL:HA 33:7Z:573:LEU:HA 1.60 0.83
12:€:243:LEU:O 12:€:247:GLU:N 2.11 0.83
3:3:20:THR:CB 3:3:52:LYS:HZ3 1.91 0.83
19:1.:104:LEU:O 19:L:148:LEU:N 2.10 0.83
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20:M:31:GLN:HB3 20:M:35:LYS:HE3 1.58 0.83
20:M:247:ALA:HB1 20:M:249:PRO:HD2 1.59 0.83
22:0:43:GLU:HA 22:0:47:LYS:HD3 1.59 0.83
26:S:346:TYR:O 26:S:350:LYS:N 2.10 0.83
19:L:257:GLY:C 19:L:258:GLU:HG3 2.04 0.83
22:0:20:PRO:0O 22:0:26:PHE:CB 2.27 0.83
23:P:392:LYS:HZ2 24:QQ:354:PHE:CB 1.90 0.83
23:P:393:VAL:HG21 24:Q:351:1LE:C 2.03 0.83
24:Q:314:PHE:CD1 24:Q:335:PHE:CE2 2.64 0.83
27:T:34:LEU:HD13 27:T:58: THR:HG23 1.60 0.83
19:1:345:ARG:NH1 19:L:346:LYS:O 2.11 0.83
21:N:221:ASP:0OD1 21:N:894:ARG:NH1 2.12 0.83
22:0:239:MET:O 22:0:243:VAL:N 2.12 0.83
26:S:290:ASN:O 26:S:294:1LE:N 2.12 0.83
33:7:225:LEU:HD21 33:7:252:CYS:HB3 1.60 0.83
20:M:389:ALA:O 20:M:393:ALA:N 2.11 0.83
24:Q:302:VAL:HG21 24:Q:335:PHE:CZ 2.13 0.83
27:T:76:ASP:O 27:T:80:ASN:N 2.09 0.83
28:U:209:GLU:O 28:U:213:LYS:N 2.10 0.83
33:7:269:TYR:CA 33:72:272:TYR:CD2 2.62 0.83
12:¢:223: THR:O 12:¢:227:GLY:N 2.10 0.83
16:1:281:GLN:CA 17:J:220: GLN:O 2.26 0.83
33:72:927:VAL:HG22 33:7:957.LEU:H 1.43 0.83
9:B:241:GLN:NE2 9:B:245:ASP:0OD1 2.11 0.83
17:J:159:GLU:HB3 17:J:314:1ILE:HD13 1.61 0.83
22:0:130:ASP:0O 22:0:134:ALA:N 2.12 0.83
26:S:422:MET:HA 26:S:425:ARG:CG 2.08 0.83
3:3:89:TYR:OH 14:G:115:ARG:NE 2.09 0.83
18:K:207:ARG:NH1 18:K:303:MET:0O 2.12 0.83
24:QQ:404:ASN:HD21 25:R:393:PRO:CD 1.91 0.83
25:R:382:ASP:CG 26:S:402:ILE:HD12 2.04 0.83
33:7Z:605:SER:C 33:72:878:LEU:CD2 2.39 0.83
19:L:401:PHE:HA 19:1:404:ARG:HB3 1.60 0.82
24:Q:343:LEU:O 24:QQ:347:-LEU:CG 2.27 0.82
25:R:185:LEU:O 25:R:189:GLU:N 2.11 0.82
3:3:63:CYS:HB2 3:3:117:1LE:HB 1.59 0.82
8:A:43:LEU:HA 8:A:170:ALA:HA 1.61 0.82
17:J:130:ALA:HA 17:J:131:ASP:OD1 1.77 0.82
18:K:240:SER:OG 19:L:306:MET:HB3 1.79 0.82
20:M:136:ASP:0D2 20:M:139:LYS:NZ 2.12 0.82
23:P:287:ASP:O 23:P:289:ASN:ND2 2.11 0.82
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24:Q:31:LEU:HD21 24:Q:58:ILE:HD11 1.60 0.82
24:Q:79:PRO:HG3 24:Q:124:PHE:HE2 1.43 0.82
27:T:220:PHE:O 27:T:224:ARG:N 2.09 0.82
22:0:240:GLU:N 22:0:241: THR:OG1 2.11 0.82
24:Q:309:ARG:CA 24:Q:349:LYS:HG3 2.08 0.82
24:Q:314:PHE:CZ 24:Q:335:PHE:CD2 2.66 0.82
27:T:250:MET:HA 27:T:252:GLU:N 1.94 0.82
30:W:98:LEU:HB3 30:W:108:GLN:HG2 1.60 0.82
18:K:342:SER:C 18:K:343:LEU:HD12 2.04 0.82
19:1:254:LYS:H 19:L:255: TYR:HB2 1.42 0.82
20:M:77:TYR:HE2 20:M:156:LEU:HD12 1.44 0.82
22:0:310:PHE:CD1 22:0:348:VAL:HG22 2.13 0.82
24:QQ:9:GLU:O 24:Q:13:ARG:N 2.11 0.82
25:R:413:LYS:HA 25:R:416:LYS:HB3 1.61 0.82
26:5:257:LEU:HD13 26:5:260:PRO:HD2 1.61 0.82
29:V:116:CYS:SG 29:V:117:TRP:N 2.43 0.82
33:7:250:VAL:HG21 33:7:284:.LEU:HD13 1.60 0.82
33:7:568:LEU:HD22 33:7:602:LEU:HD11 1.61 0.82
33:7:601:VAL:HG12 33:72:746:1LE:CD1 2.09 0.82
33:7:615:LEU:HA 33:7:618:GLN:HB3 1.58 0.82
24:Q:383:ASP:CA 24:QQ:384:LYS:HB3 2.08 0.82
25:R:380:VAL:HG13 26:5:398: THR:C 2.04 0.82
33:7:568:LEU:CD2 33:7:602:LEU:HD12 2.08 0.82
16:1:273:ARG:HA 16:1:307:PHE:HB3 1.58 0.82
24:Q:54:GLN:O 24:Q:57:SER:OG 1.96 0.82
24:Q:359:1LE:O 24:Q:363:SER:N 2.09 0.82
27:T:89:TYR:HA 27:T:102:LYS:HE3 1.61 0.82
28:U:54:LEU:HB3 28:U:68:LEU:HD11 1.61 0.82
33:7:910:PRO:HG2 33:7:912:PHE:HB3 1.61 0.82
8:a:21:PRO:HA 9:b:23:TYR:CE1 2.15 0.82
1:1:49:ILE:HA 1:1:55:ASN:H 1.44 0.82
15:H:95:HIS:CE1 16:1:140:ILE:CG1 2.63 0.82
20:M:288: THR:OG1 20:M:331:ASP:0D2 1.95 0.82
20:M:375:ASN:HD21 | 20:M:377:GLN:HE21 1.28 0.82
25:R:165:GLY:HA2 25:R:168:ILE:HD12 1.60 0.82
25:R:371:PHE:HB2 25:R:377:LEU:HD11 1.60 0.82
33:7:243:GLN:O 33:7:244:ARG:C 2.22 0.82
1:1:214:HIS:HD2 1:1:217:VAL:HG23 1.45 0.82
22:0:225:ASP:HA 22:0:226:LYS:HB2 1.62 0.82
18:K:77:ARG:NH2 21:N:576:VAL:O 2.12 0.82
18:K:344:ARG:O 18:K:345:ASP:C 2.23 0.82
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Atom-1 Atom-2 distance (A) overlap (A)
19:1:108:VAL:HA 19:1:119:VAL:HG22 1.62 0.82
21:N:399:PHE:HE1 21:N:438:ASP:HA 1.43 0.82
22:0:176:SER:O 22:0:180:LYS:N 2.13 0.82
26:S:409:LEU:HA 26:S:412:ASN:HB2 1.62 0.82
33:2:272:TYR:CB 33:7:276:ASN:HA 2.10 0.82
16:1:225:VAL:HG13 16:1:350:LYS:HG3 1.62 0.82
18:K:282:PHE:HE2 19:L:295:THR:HB 1.45 0.82
22:0:356:ARG:O 22:0:357:1ILE:HG12 1.80 0.82
25:R:296:LEU:O 25:R:299:SER:N 2.13 0.82
33:7:142:ASP:HB3 33:7:202:ARG:HB3 1.62 0.82
9:b:241:GLN:NE2 9:b:245:ASP:0OD1 2.11 0.82
7:7:96: THR:HA 7:7:102:ALA:H 1.45 0.81
12:E:28:LEU:HA 12:E:31:ILE:HD12 1.61 0.81
14:G:16:SER:OG 14:G:18:ASP:OD1 1.97 0.81
14:G:218:TRP:HZ3 14:G:223:GLU:HB2 1.45 0.81
33:7:291:GLU:CB 33:7:294:1LE:CD1 2.50 0.81
3:3:55:ARG:NH2 3:3:58:ASP:0OD1 2.10 0.81
16:1:131:LEU:HD13 16:1:184:VAL:HG21 1.61 0.81
19:L:257:GLY:O 19:L:258:GLU:HG3 1.80 0.81
24:Q:160:ASP:0OD1 24:Q:163:ARG:NH2 2.13 0.81
29:V:23:THR:N 29:V:25:GLU:OE2 2.13 0.81
33:7:616:LEU:HA 33:7:746:1LE:HD12 1.62 0.81
1:8:21:PHE:HB3 2:9:34: THR:HG23 1.62 0.81
12:E:122:ARG:HG2 12:E:132: ARG:HD2 1.62 0.81
17:J:136:LEU:HD12 17:J:217:GLU:HGS3 1.61 0.81
17:J:187:LEU:HB2 17:J:293:ALA:HB1 1.61 0.81
19:L:224:PRO:HA 19:1:228:LYS:HD3 1.61 0.81
24:Q:202:ARG:NH2 24:Q:222:SER:OG 2.13 0.81
24:QQ:309:ARG:HB2 24:QQ:349:LYS:HG3 0.98 0.81
24:Q:309:ARG:C 24:QQ:346:ASN:HA 2.05 0.81
26:S:160:ARG:HH12 26:S:206:GLN:HG2 1.43 0.81
27:T:213:ASN:HB3 27:T:216:GLU:HG3 1.62 0.81
27:T:252:GLU:HG2 27:T:256:LYS:CB 2.09 0.81
33:7:275:GLN:CB 33:7:278:LEU:.CB 2.50 0.81
11:d:7:ALA:N 12:€:125:GLU:OE2 2.11 0.81
7:1:96: THR:HA 7:1:102:ALA:H 1.45 0.81
15:H:102:CYS:HB3 15:H:170:GLU:HB2 1.61 0.81
18:K:255:ARG:HB2 18:K:302: GLN:HE22 1.46 0.81
19:L:253:ASP:CA 20:M:256:ILE:O 2.29 0.81
21:N:439:VAL:O 21:N:443:LEU:N 2.13 0.81
25:R:263:ARG:HH22 25:R:267:LYS:HD3 1.44 0.81
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28:U:34:VAL:HA 28:U:94:HIS:HA 1.59 0.81
33:7:541:ASP:O 33:7:545:SER:N 2.13 0.81
33:Z:757:SER:O 33:7:761:PHE:N 2.14 0.81
23:P:38:GLN:HB3 23:P:62:1LE:HG12 1.62 0.81
24:Q:174:LEU:O 24:Q:178:HIS:ND1 2.14 0.81
25:R:149:ASN:O 25:R:153: THR:N 2.10 0.81
26:S:469:ASN:O 26:S:473:ASP:N 2.13 0.81
28:U:174:LEU:HD13 | 29:V:213:LEU:HD23 1.62 0.81
33:7:333:GLY:HA3 33:7:341:TYR:HB2 1.63 0.81
3:3:180:GLN:HE21 3:h:155:GLY:HA2 1.45 0.81
7:7:173:GLY:HA2 7:7:191:ASP:HA 1.62 0.81
14:G:52:LYS:O 14:G:213:GLU:N 2.13 0.81
21:N:712:ASN:OD1 21:N:873:ARG:NH1 2.14 0.81
22:0:142:ASP:0O 22:0:144:VAL:N 2.14 0.81
23:P:110:LEU:HD23 | 23:P:113:ASN:HD22 1.44 0.81
23:P:306:ASN:HA 23:P:310:ARG:NH1 1.96 0.81
26:S:218:LEU:HD22 26:S:230:LYS:HZ2 1.46 0.81
30:W:68:GLU:OE2 30:W:70:GLY:N 2.12 0.81
33:7Z:585:LEU:CG 33:7:603:VAL:CG1 2.51 0.81
17:J:191:PRO:HA 17:J:253:ILE:O 1.81 0.81
19:1:82:ARG:HA 19:L:85:GLU:HB3 1.62 0.81
19:L:167:VAL:HA 19:L:172:SER:H 1.45 0.81
24:Q:167:LYS:HD3 24:Q:171:LYS:HE3 1.61 0.81
25:R:259:PHE:CG 25:R:333:-MET:HE3 2.14 0.81
26:S:225:HIS:NE2 26:5:228:GLU:OE2 2.14 0.81
28:U:141:GLU:N 28:U:153: THR:H 1.78 0.81
33:7:269: TYR:OH 33:7:299:ASP:0D2 1.97 0.81
33:7:584:VAL:HG13 33:7:603:VAL:CG1 2.11 0.81
14:g:52:LYS:0O 14:g:213:GLU:N 2.13 0.81
18:K:48: TYR:HB2 21:N:152:LEU:HG 1.63 0.81
23:P:338: TRP:0O 23:P:342:GLN:N 2.14 0.81
25:R:330:VAL:HB 25:R:331:ARG:H 1.44 0.81
33:7:273:LEU:O 33:7:275:GLN:N 2.14 0.81
12:e:35:SER:HB3 12:e:51:GLU:HB3 1.63 0.81
14:¢:218:TRP:HZ3 14:¢:223:GLU:HB2 1.45 0.81
2:2:221:ASP:HB3 2:2:224:SER:HB3 1.63 0.81
6:6:174:MET:HA 6:k:174:MET:HA 1.63 0.81
17:J:217:GLU:OE1 17:J:220:GLN:NE2 2.13 0.81
21:N:360: GLN:O 21:N:364:LYS:N 2.13 0.81
24:Q:351:1LE:CB 24:Q0:352:GLU:HB3 2.10 0.81
24:Q:378:SER:O 24:Q:386:PHE:HB2 1.79 0.81
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27:T:129:LEU:O 27:T:132:HIS:NE2 2.14 0.81
27:T:198:ASP:HA 27:T:235:PHE:HB2 1.61 0.81
14:2:16:SER:OG 14:g:18:ASP:0OD1 1.97 0.81
17:J:387:GLY:O 17:J:391:ASN:N 2.13 0.81
20:M:354:GLU:HG2 20:M:357:ARG:NH2 1.95 0.81
22:0:99:LEU:HD12 22:0:132:GLU:OE1 1.80 0.81
33:7:318:LYS:O 33:7:322:GLU:N 2.14 0.81
14:¢:126:TYR:CB 14:g:129:VAL:HG22 2.08 0.81
21:N:254:SER:HB2 21:N:286:LEU:HD21 1.61 0.80
24:Q:314:PHE:HB2 24:Q:342:LEU:CD1 2.11 0.80
25:R:395:ASN:HD21 28:U:274:-MET:HE1 1.46 0.80
33:72:884: THR:HG22 | 33:Z:903:MET:HB2 1.62 0.80
15:H:253:GLY:HA2 15:H:257: THR:H 1.45 0.80
15:H:282:LYS:HZ1 17:J:223:ILE:HB 1.46 0.80
18:K:158:ILE:HD11 18:K:253:MET:H 1.45 0.80
21:N:59:GLU:HB3 21:N:85:ALA:HA 1.63 0.80
25:R:332:GLU:O 25:R:336:LYS:N 2.13 0.80
25:R:371:PHE:HB3 25:R:377:LEU:CD2 2.10 0.80
29:V:129:PHE:O 29:V:132:LEU:N 2.14 0.80
9:b:14:PRO:HA 10:¢:24:TYR:CE1 2.15 0.80
1:8:214:HIS:HD2 1:8:217:VAL:HG23 1.45 0.80
15:H:59:ILE:HG13 16:1:126:ILE:HG12 1.63 0.80
16:1:134:GLY:O 16:1:174:VAL:N 2.13 0.80
21:N:445:GLY:HA2 21:N:448:LEU:HD12 1.63 0.80
22:0:83:LEU:HD11 22:0:102:LEU:HD21 1.54 0.80
25:R:371:PHE:CB 25:R:377:LEU:HD21 2.10 0.80
25:R:381:ILE:N 26:5:398: THR:HB 1.95 0.80
30:W:143:ASN:ND2 30:W:149:GLN:O 2.14 0.80
33:7:196:SER:HB2 33:Z:201:LEU:HD21 1.63 0.80
R:a:43:LEU:HA R:a:170:ALA:HA 1.61 0.80
22:0:140:LYS:NZ 22:0:142:ASP:HA 1.96 0.80
24:Q:71:LYS:O 24:Q:75:ARG:N 2.14 0.80
24:Q:339:TYR:CE1 24:Q:342:LEU:CD1 2.63 0.80
26:S:239:ARG:HA 26:S:242:LEU:HB2 1.63 0.80
12:e:28:LEU:HA 12:e:31:1LE:HD12 1.61 0.80
18:K:134:SER:O 18:K:259:ARG:NH2 2.14 0.80
18:K:363:ALA:HB1 18:K:364:PRO:CD 2.11 0.80
20:M:255:TYR:HB2 20:M:258:GLU:HB2 1.62 0.80
25:R:76:GLN:HB2 25:R:87:SER:HB2 1.62 0.80
33:2:761:PHE:CE2 33:7Z:780:MET:SD 2.75 0.80
15:H:184:GLU:N 15:H:185:LEU:HA 1.97 0.80
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Atom-1 Atom-2 distance (A) overlap (A)
16:1:281:GLN:CG 17:J:224:GLY:N 2.44 0.80
20:M:334:ASP:HB3 20:M:337:LEU:HG 1.62 0.80
21:N:293:LEU:HD13 | 21:N:379:LEU:HD12 1.64 0.80
21:N:405:LEU:HD11 | 21:N:442:LEU:HD12 1.62 0.80
25:R:131:ALA:HB2 25:R:160:LYS:HB2 1.64 0.80
26:S:422:MET:CA 26:S:425:ARG:CD 2.55 0.80
14:¢:115:ARG:NE 3:h:89:TYR:OH 2.15 0.80
16:1:239:GLY:O 16:1:242:PRO:HD3 1.81 0.80
18:K:344:ARG:O 18:K:345:ASP:O 1.99 0.80
23:P:42:LEU:HD11 23:P:88:GLN:HE21 1.46 0.80
24:Q:262:LEU:HA 24:Q:265:MET:HB3 1.64 0.80
27:T:259:ILE:O 27:T:263:ALA:N 2.13 0.80
15:H:62:ARG:HD2 16:1:126:ILE:HG23 1.63 0.80
23:P:224:LEU:HA 23:P:227:ILE:HD12 1.62 0.80
28:U:104:LEU:HD13 28:U:152:LYS:HZ2 1.46 0.80
33:7:823:ASN:ND2 33:7:860:GLY:O 2.14 0.80
7:1:173:GLY:HA2 7:1:191:ASP:HA 1.62 0.80
5:5:39:LYS:NZ 7:1:284:ASN:O 2.15 0.80
16:1:199:LYS:HG3 17:J:278:GLN:HG3 1.64 0.80
17:J:127:GLU:O 17:J:129:LYS:HE3 1.81 0.80
20:M:303:ARG:O 20:M:307:GLU:N 2.13 0.80
23:P:392:LYS:HE3 24:Q:354:PHE:HB2 0.80 0.80
24:Q:29:SER:HA 24:QQ:32:ASP:HB2 1.64 0.80
25:R:371:PHE:O 25:R:377:LEU:CD1 2.25 0.80
33:7:208:VAL:HG22 33:7:220:ALA:HB1 1.63 0.80
11:D:133:THR:0G1 11:D:150: THR:OG1 1.99 0.80
18:K:344:ARG:CG 18:K:378:LEU:O 2.29 0.80
21:N:615:ALA:O 21:N:619:CYS:N 2.15 0.80
22:0:65:PHE:HB2 22:0:72:LYS:HG2 1.63 0.80
24:Q:419:LEU:HD13 | 28:U:285:1LE:HG21 1.64 0.80
26:S:216:LYS:HA 26:S:219:LYS:HD3 1.62 0.80
28:U:140:ILE:CB 28:U:153: THR:HB 2.12 0.80
29:V:250:GLN:HA 29:V:253:LYS:HE2 1.64 0.80
11:d:133:THR:OG1 11:d:150: THR:OG1 1.99 0.80
18:K:371:LEU:HD11 18:K:407:LEU:HB3 1.64 0.79
21:N:377:GLY:H 21:N:411:ILE:HG23 1.46 0.79
22:0:83:LEU:CG 22:0:102:LEU:CD2 2.54 0.79
25:R:263:ARG:O 25:R:267:LYS:N 2.15 0.79
25:R:382:ASP:HA 26:S:402:ILE:HD11 1.64 0.79
3:3:66:GLY:HA3 3:3:114:ALA:HA 1.64 0.79
11:D:162:GLN:NE2 11:D:163:THR:O 2.14 0.79
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:173:LYS:HD2 21:N:173:LYS:N 1.95 0.79
21:N:775:CYS:HG 21:N:883:SER:HG 1.20 0.79
23:P:110:LEU:O 23:P:114: THR:N 2.11 0.79
23:P:204:LEU:HD11 23:P:217:LYS:HD3 1.64 0.79
23:P:393:VAL:CB 24:Q:352:GLU:C 2.41 0.79
24:Q:383:ASP:HA 24:QQ:384:LYS:HB3 1.63 0.79
26:S:131: THR:OG1 26:S:174:ARG:NH2 2.12 0.79
30:W:164:PRO:O 30:W:168:THR:OG1 2.00 0.79
33:Z:585:LEU:CG 33:7:603:VAL:HG21 2.11 0.79
12:€:122:ARG:HG2 12:€:132:ARG:HD2 1.62 0.79
6:6:106:GLY:O 6:6:115:GLU:N 2.15 0.79
8:A:147:ASP:O 8:A:151:GLY:N 2.15 0.79
15:H:96:PRO:CD 16:1:138:GLU:HG3 2.13 0.79
17:J:342: ASN:HB3 17:J:345:LYS:HD3 1.64 0.79
19:1:225:GLY:O 20:M:339:ARG:NH2 2.13 0.79
22:0:166:ARG:HA 22:0:169:ASN:HB3 1.62 0.79
27:T:252:GLU:HG2 27:T:256:LYS:HB2 1.62 0.79
12:e:142:LEU:HB2 12:e:158:ALA:HB3 1.65 0.79
5:3:54: THR:O 5:3:106:GLY:N 2.15 0.79
2:2:42: THR:HG23 2:2:74:ARG:HH22 1.47 0.79
3:3:20: THR:CB 3:3:52:LYS:HZ2 1.94 0.79
15:H:54:ASN:N 16:1:122:GLN:OE1 2.16 0.79
16:1:307:PHE:HE2 16:1:309:ASP:HB2 1.47 0.79
28:U:193:GLN:HE21 | 29:V:296:LEU:HD21 1.47 0.79
28:U:212:ASP:HA 28:U:215:1ILE:HB 1.62 0.79
30:W:140:ASP:HB3 30:W:190:ILE:HG12 1.64 0.79
33:7:986:ASN:O 33:7:990:ARG:N 2.15 0.79
13:F:33:SER:HB3 13:F:62:LYS:HZ3 1.47 0.79
17:J:129:LYS:HE2 17:J:129:LYS:HA 1.65 0.79
19:1:189:GLN:NE2 19:1:348:GLU:O 2.15 0.79
21:N:316:LYS:O 21:N:320:SER:OG 1.99 0.79
22:0:46:THR:O 22:0:50:ASP:N 2.14 0.79
22:0:76:LEU:HB3 22:0:80:LYS:HE2 1.64 0.79
22:0:380:LEU:HD13 | 27:T:258:ASN:HD22 1.47 0.79
23:P:411:LEU:HG 23:P:415:TRP:HB2 1.64 0.79
28:U:124:ASP:N 28:U:133:PRO:O 2.16 0.79
29:V:50:MET:O 29:V:71:MET:N 2.14 0.79
12:e:16:SER:N 12:e:20:ARG:O 2.16 0.79
2:2:232:1ILE:N 2:2:240: THR:O 2.16 0.79
12:E:16:SER:N 12:E:20:ARG:O 2.16 0.79
13:F:11:VAL:HG21 14:G:128:SER:C 2.07 0.79
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15:H:163:VAL:HG12 15:H:164:SER:H 1.47 0.79
18:K:342:SER:H 18:K:344:ARG:NH2 1.80 0.79
18:K:344:ARG:NH1 18:K:344:ARG:H 1.80 0.79
22:0:12:SER:HA 22:0:14:LEU:H 1.44 0.79
22:0:132:GLU:OE1 22:0:135:ARG:NH2 2.16 0.79
22:0:272:VAL:O 22:0:276:LYS:N 2.15 0.79
24:Q:310:SER:CB 24:QQ:349:LYS:HZ1 1.90 0.79
24:Q:329:GLU:HA 24:Q:332:ARG:HB3 1.63 0.79
26:S:422:MET:HA 26:S:425:ARG:HD2 1.64 0.79
28:U:168:GLU:HA 28:U:171:VAL:HB 1.64 0.79
33:Z:605:SER:HB3 33:2:878:LEU:CD1 2.12 0.79
16:1:281:GLN:O 16:1:283:TYR:N 2.15 0.79
16:1:281:GLN:HB3 17:J:223:ILE:HA 1.63 0.79
25:R:153: THR:O 25:R:157:SER:N 2.14 0.79
4:1:138:HIS:HB3 4:1:140:PHE:HE2 1.48 0.79
15:H:287:GLY:O 15:H:291:VAL:N 2.14 0.79
20:M:302:GLN:HE21 | 20:M:306:LEU:HD11 1.46 0.79
22:0:250: TRP:O 22:0:254:LEU:N 2.15 0.79
23:P:193:TYR:O 23:P:197:THR:N 2.16 0.79
12:E:35:SER:HB3 12:E:51:GLU:HB3 1.63 0.79
21:N:719:ASN:O 21:N:723:GLY:N 2.16 0.79
22:0:311:GLU:O 22:0:315:LYS:N 2.13 0.79
24:Q:30:LEU:O 24:Q:54:GLN:NE2 2.15 0.79
24:QQ:394:ASN:HB3 24:Q:396: TRP:HE1 1.48 0.79
25:R:110:ILE:HG22 25:R:114:ASN:HD21 1.47 0.79
25:R:187:VAL:O 25:R:191:LEU:N 2.11 0.79
8:a:89:ASP:0OD1 14:2:121:GLN:NE2 2.16 0.79
10:c:144:TYR:HB2 10:¢:147:GLN:HE21 1.46 0.79
13:£:176:LEU:HD22 14:g:57:LYS:HB3 1.65 0.79
2:9:221:ASP:HB3 2:9:224:SER:HB3 1.63 0.79
17:J:142:VAL:H 17:J:209:LYS:HA 1.47 0.79
18:K:253:MET:O 18:K:257:VAL:N 2.14 0.79
21:N:69:-TYR:HB3 21:N:74:GLU:HB2 1.63 0.79
22:0:247:ASN:ND2 22:0:273:GLN:OE1 2.14 0.79
25:R:115:GLU:O 25:R:119:LYS:N 2.16 0.79
25:R:200:LYS:CD 25:R:202:GLY:HA2 2.13 0.79
25:R:406:GLN:O 25:R:410:LEU:N 2.14 0.79
4:4:138:HIS:HB3 4:4:140:PHE:HE2 1.48 0.78
12:E:142:LEU:HB2 12:E:158:ALA:HB3 1.65 0.78
16:1:135:THR:HA 16:1:173:SER:HA 1.65 0.78
18:K:154:SER:HB2 18:K:161:MET:HE3 1.64 0.78
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:327:LEU:HD21 | 29:V:164:LEU:HD11 1.65 0.78
22:0:1:MET:CA 22:0:35:GLU:O 2.31 0.78
22:0:385:GLU:HB2 28:U:190:LEU:H 1.45 0.78
26:S:200:GLU:H 26:S:201:ILE:C 1.91 0.78
30:W:25:ARG:HH22 30:W:144:PHE:H 1.30 0.78
15:H:312:ASP:O 16:1:327:ARG:NH2 2.15 0.78
18:K:404:GLN:NE2 18:K:408:GLU:OE2 2.16 0.78
21:N:376:LYS:HA 21:N:411:ILE:HG12 1.64 0.78
22:0:7:ILE:O 22:0:11:LEU:N 2.16 0.78
23:P:184:MET:HG2 23:P:196:ALA:HA 1.65 0.78
15:H:340:LEU:HD11 15:H:346:ARG:HD3 1.66 0.78
24:Q:59:LEU:HD11 24:Q:103:LYS:HG3 1.65 0.78
25:R:80:GLU:OE1 25:R:99:TYR:OH 2.00 0.78
33:7:282:1LE:HG21 33:7:974: THR:HG21 1.65 0.78
33:7:291:GLU:O 33:7:294:1LE:CG1 2.32 0.78
8:a:89:ASP:HA 14:g:121:GLN:HE22 1.49 0.78
13:1:33:SER:HB3 13:£:62:LYS:HZ3 1.47 0.78
6:k:106:GLY:O 6:k:115:GLU:N 2.15 0.78
7:7:267:ASP:OD1 5:j:203:ARG:NH1 2.16 0.78
18:K:245:LYS:NZ 19:L:256:ILE:H 1.81 0.78
21:N:718:GLU:HB2 21:N:725:LEU:HD23 1.63 0.78
22:0:16:MET:CA 22:0:72:LYS:CE 2.56 0.78
22:0:385:GLU:OE2 28:U:188:ILE:N 2.16 0.78
24:Q:155:LEU:HA 24:Q:158:1LE:HB 1.65 0.78
25:R:225:LYS:HD?2 25:R:260: THR:HB 1.64 0.78
28:U:296:ILE:O 28:U:300:LYS:N 2.13 0.78
30:W:108:GLN:O 30:W:138:ALA:N 2.14 0.78
30:W:164:PRO:HG2 | 30:W:167:GLU:HB3 1.65 0.78
33:7:243:GLN:OE1 33:7:244:ARG:CB 2.32 0.78
21:N:332:VAL:HG23 21:N:355: TRP:HH2 1.49 0.78
24:Q:288:LYS:HE3 24:Q:290: THR:HA 1.64 0.78
24:Q:402: THR:HB 24:Q:403:PRO:CD 2.13 0.78
33:7:357:1ILE:HG21 33:7:959:HIS:O 1.84 0.78
33:7:382:ALA:HA 33:7:385:PHE:CD2 2.18 0.78
12:e:80:GLY:HA3 12:e:140:VAL:HA 1.66 0.78
3:h:190:GLY:O 3:h:212:TYR:OH 2.01 0.78
5:j:28:ARG:O 5:3:42:LYS:NZ 2.16 0.78
3:3:55:ARG:HE 3:3:58:ASP:HA 1.49 0.78
10:C:144: TYR:HB2 10:C:147:GLN:HE21 1.46 0.78
22:0:72:LYS:HG3 22:0:73:ILE:HD12 1.65 0.78
25:R:400: TYR:HE1 26:S:461:PHE:HZ 1.11 0.78
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Atom-1 Atom-2 distance (A) overlap (A)
26:S:152:LEU:O 26:S:156:VAL:N 2.14 0.78
31:X:30:GLN:HG2 31:X:100: TRP:CZ3 2.18 0.78
11:d:122:GLN:HB3 12:€:136:ARG:CZ 2.14 0.78
14:2:95:GLU:OE2 14:¢:115:ARG:NH1 2.16 0.78
6:6:22: THR:O 6:6:23:ARG:NH1 2.17 0.78
2:9:42: THR:HG23 2:9:74:ARG:HH22 1.46 0.78
15:H:27:VAL:O 15:H:31:GLU:N 2.17 0.78
16:1:273:ARG:HG3 16:1:307:PHE:CD2 2.18 0.78
16:1:328:GLU:OE2 16:1:332: THR:OG1 2.01 0.78
17:J:32:LEU:HD13 26:S:224:L.YS:HB3 1.63 0.78
20:M:74:GLN:HE22 20:M:150:LYS:HG3 1.47 0.78
21:N:326:SER:O 21:N:330: THR:N 2.13 0.78
21:N:776:TYR:N 21:N:864:LYS:O 2.17 0.78
22:0:8:ASP:O 22:0:13:THR:CB 2.32 0.78
22:0:72:LYS:HG3 22:0:73:1LE:H 1.47 0.78
22:0:140:LYS:O 22:0:142:ASP:N 2.15 0.78
24:Q:112:ASP:0O 24:Q:116:PHE:N 2.15 0.78
25:R:263:ARG:NH2 25:R:267:LYS:CD 2.47 0.78
33:7:411:LYS:HA 33:7:415:MET:HB2 1.65 0.78
33:7Z:544: THR:HA 33:7:547-MET:HE2 1.65 0.78
33:7:584:VAL:HG22 33:7:588:1LE:HD12 1.64 0.78
33:7:605:SER:HB3 33:7:878:LEU:HG 0.79 0.78
1:1:163:SER:HB2 5:5:144:ASP:HB3 1.66 0.78
11:D:206:GLY:HA3 11:D:209:ASN:HD22 1.49 0.78
15:H:420:ARG:O 15:H:424: THR:N 2.17 0.78
21:N:154:LEU:O 21:N:158:LEU:N 2.13 0.78
21:N:440:ASP:O 21:N:444:HIS:N 2.16 0.78
33:7:560: THR:HG23 33:7:594:PRO:CB 2.14 0.78
33:7:927:VAL:HG23 33:7:928:ARG:O 1.84 0.78
11:d:206:GLY:HA3 11:d:209:ASN:HD22 1.49 0.78
7:7:242:ARG:HH21 6:k:141:PHE:HB3 1.49 0.78
20:M:303:ARG:HD3 20:M:306:LEU:HB2 1.66 0.78
25:R:413:LYS:0O 25:R:417:TYR:N 2.14 0.78
27:T:257:- THR:HA 27:T:260:1ILE:HB 1.65 0.78
29:V:29:ILE:H 29:V:203: TYR:HA 1.49 0.78
33:72:789:GLN:HG2 33:72:792:VAL:HB 1.64 0.78
8:a:72:ILE:N 8:a:224:GLU:OE2 2.16 0.78
10:¢:156:ASN:ND2 11:d:79:ASN:OD1 2.17 0.78
3:h:55:ARG:HE 3:h:58:ASP:HA 1.49 0.78
18:K:363:ALA:HB1 18:K:364:PRO:HD3 1.63 0.78
21:N:773:-MET:HB3 21:N:884:PHE:HA 1.65 0.78
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23:P:36:LEU:O 23:P:40:LEU:N 2.15 0.78
23:P:424:GLU:O 23:P:428: THR:N 2.13 0.78
24:QQ:223:GLY:0O 24:Q:227:CYS:N 2.17 0.78
26:S:471:LEU:HA 26:S5:474:GLU:HB2 1.66 0.78
28:U:9:THR:HB 28:U:47:ARG:HA 1.65 0.78
5:5:28:ARG:0O 5:5:42:LYS:NZ 2.16 0.77
11:D:36:VAL:HG12 11:D:161:ALA:HB1 1.66 0.77
23:P:115:ARG:HH22 | 23:P:146:ILE:HG13 1.49 0.77
28:U:235:LEU:O 28:U:259:ASN:ND2 2.17 0.77
33:72:987:PRO:HB3 33:7:990:ARG:HH21 1.49 0.77
8:a:144:VAL:HG12 8:a:154:ILE:HA 1.67 0.77
15:H:305:ILE:HA 15:H:350:LYS:HB2 1.67 0.77
17:J:32:LEU:HA 17:J:35:ARG:HB3 1.66 0.77
17:J:56:ARG:O 17:J:60:ASP:N 2.18 0.77
18:K:79:LEU:O 18:K:83:GLN:N 2.17 0.77
21:N:612:SER:H 21:N:618:ARG:HE 1.29 0.77
24:QQ:383:ASP:HB2 24:Q:384:LYS:HD2 1.59 0.77
25:R:259:PHE:CE1 25:R:333:MET:HG2 2.18 0.77
26:5:136:CYS:O 26:S:140:LEU:N 2.17 0.77
29:V:243:SER:O 29:V:250:GLN:NE2 2.18 0.77
8:a:147:ASP:0O 8:a:151:GLY:N 2.15 0.77
17:J:336:ASN:HA 25:R:204:TRP:CB 2.11 0.77
19:L:109:MET:SD 19:1:126:ARG:NE 2.57 0.77
19:L:283:VAL:HG13 19:L:286:ILE:HG13 1.65 0.77
22:0:43:GLU:H 22:0:47:LYS:HB3 1.50 0.77
22:0:132:GLU:HA 22:0:135:ARG:HH21 1.49 0.77
24:Q:412:ALA:HA 29:V:258:GLU:OE1 1.83 0.77
25:R:399:GLN:NE2 28:U:275:VAL:HG22 1.99 0.77
26:S:155:LEU:O 26:5:159:ASN:N 2.15 0.77
26:S:156: VAL:HG13 26:S:188: TYR:HE1 1.50 0.77
26:S:222:SER:OG 26:5:226:ASP:0OD2 2.03 0.77
28:U:232:VAL:HG13 | 28:U:235:LEU:HD12 1.65 0.77
29:V:288:LEU:O 29:V:292:ILE:N 2.14 0.77
30:W:2:VAL:HG13 30:W:4:GLU:HG2 1.64 0.77
33:7:275:GLN:CG 33:7:278:LEU:CB 2.62 0.77
5:5:54: THR:O 5:5:106:GLY:N 2.15 0.77
7:7:145:GLU:OE2 11:D:111:ARG:NH2 2.17 0.77
8:A:19:PHE:HB3 8:A:23:GLY:HA2 1.64 0.77
15:H:59:ILE:HA 15:H:62:ARG:HB3 1.66 0.77
15:H:98:GLN:O 15:H:177:ASP:HB3 1.85 0.77
21:N:556:ALA:O 21:N:560:ALA:N 2.15 0.77
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Atom-1 Atom-2 distance (A) overlap (A)
22:0:207:LEU:HA 22:0:210:ARG:HB3 1.66 0.77
23:P:146:ILE:O 23:P:150:GLU:N 2.15 0.77
25:R:267:LYS:HA 25:R:271:1ILE:HB 1.67 0.77
25:R:400: TYR:OH 26:S:461:PHE:CZ 2.38 0.77
30:W:2:VAL:HG22 30:W:196:SER:HB3 1.65 0.77
33:7:269:TYR:HA 33:7:272:TYR:HE2 1.44 0.77
3:h:166:SER:N 3:h:169:GLU:OE1 2.18 0.77
16:1:164:ASP:HB3 16:1:167:LEU:HG 1.65 0.77
16:1:175:LEU:HG 16:1:187:LEU:HB2 1.67 0.77
18:K:93:PRO:HG3 29:V:144:ILE:HG21 1.67 0.77
18:K:93:PRO:O 18:K:141:ARG:NH1 2.17 0.77
21:N:136:ILE:HD13 21:N:139:ARG:HD3 1.67 0.77
21:N:169:ALA:O 21:N:173:LYS:HD3 1.84 0.77
22:0:14:LEU:CA 22:0:16:MET:O 2.32 0.77
31:X:75: TRP:HB3 31:X:126:ILE:HD13 1.66 0.77
6:k:22: THR:O 6:k:23:ARG:NH1 2.17 0.77
18:K:148:ASP:OD1 18:K:149:ILE:N 2.18 0.77
18:K:275:ASP:HA 18:K:278:ALA:HB2 1.67 0.77
19:L:303:ARG:NH2 19:1:304: THR:HG1 1.83 0.77
24:QQ:142:ALA:O 24:QQ:146:TYR:N 2.16 0.77
25:R:63:TYR:HA 25:R:66:LEU:HB3 1.65 0.77
30:W:37:PHE:HE2 30:W:68:GLU:O 1.66 0.77
5:j:74:'TYR:CE2 5:3:78:GLU:HG3 2.20 0.77
1:8:57:ARG:NH1 1:8:240:ARG:O 2.18 0.77
10:C:137:TYR:HB2 10:C:149:TYR:HB2 1.66 0.77
15:H:376:GLU:CD 15:H:378:SER:CA 2.56 0.77
18:K:344:ARG:NE 18:K:378:LEU:O 2.17 0.77
18:K:388:GLN:OE1 19:L:213:LYS:N 2.18 0.77
19:L:68:ARG:O 19:L:72:ASP:N 2.15 0.77
19:L:227:GLY:O 19:L:231:LEU:N 2.18 0.77
20:M:259:GLY:O 20:M:263:VAL:N 2.15 0.77
23:P:421:GLU:O 23:P:425:HIS:N 2.14 0.77
24:Q:279:LYS:O 24:Q:283:ASN:N 2.17 0.77
24:QQ:302:VAL:HG21 24:QQ:335:PHE:CE2 2.18 0.77
25:R:301:TYR:CD2 25:R:357:PHE:HB3 2.20 0.77
25:R:369:GLY:HA2 25:R:372:ILE:CD1 2.15 0.77
26:S:155:LEU:HD23 26:S:158:PHE:HD?2 1.50 0.77
28:U:275:VAL:HG13 28:U:278:ILE:HD12 1.67 0.77
33:7:364:ASN:HD22 33:7:954:PRO:HD2 1.48 0.77
33:7:897:HIS:HD2 33:7:899:GLN:HG2 1.50 0.77
8:a:19:PHE:HB3 8:a:23:GLY:HA2 1.64 0.77
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:57:ARG:NH1 1:1:240:ARG:O 2.18 0.77
1:1:221:LEU:N 1:1:236:TYR:O 2.18 0.77
4:4:200:SER:O 4:4:223:ASN:ND2 2.17 0.77
7:7:82:ARG:NH1 7:7:200:ASP:0OD2 2.18 0.77
15:H:65:GLU:O 15:H:69:VAL:N 2.12 0.77
15:H:75:GLY:O 15:H:103: THR:0G1 2.02 0.77
15:H:288:ALA:HA 15:H:335:GLU:HG2 1.67 0.77
16:1:250:GLY:HA3 16:1:377:PHE:HB3 1.67 0.77
21:N:632:LYS:O 21:N:667:GLN:NE2 2.16 0.77
23:P:130:ILE:O 23:P:136:ARG:NH1 2.17 0.77
26:S:319:CYS:HA 26:S:322:LEU:HD12 1.67 0.77
4:1:200:SER:O 4:1:223:ASN:ND2 2.17 0.77
1:8:163:SER:HB2 5:j:144:ASP:HB3 1.66 0.77
11:D:127:ARG:NH1 11:D:128:PRO:0O 2.18 0.77
15:H:393:SER:HB2 15:H:398:VAL:HG11 1.65 0.77
17:J:71:TYR:HA 18:K:118: TYR:CD1 2.20 0.77
19:L:221:TYR:CE2 19:1:346:LYS:HG2 2.19 0.77
23:P:206:LYS:HA 23:P:209:LYS:HB2 1.67 0.77
24:QQ:344:GLU:OE2 24:Q:379:GLN:CG 2.30 0.77
25:R:34:THR:HG22 25:R:70:TYR:HB2 1.65 0.77
29:V:51:GLY:HA2 29:V:71:MET:HG2 1.67 0.77
33:7:275:GLN:O 33:7:277:GLU:HA 1.83 0.77
5:j:8:ASN:OD1 5:j:57:ALA:N 2.18 0.77
1:8:221:LEU:N 1:8:236:TYR:O 2.18 0.77
2:9:42: THR:CG2 2:9:74:ARG:HH22 1.98 0.77
15:H:292:ARG:HG2 15:H:339:GLN:HE22 1.51 0.77
16:1:253:GLY:H 16:1:257: THR:HB 1.50 0.77
17:J:42:ARG:HA 17:J:45:GLU:HB3 1.65 0.77
21:N:528:ARG:HB3 21:N:531:LEU:HB2 1.66 0.77
24:Q:129:LYS:NZ 9:b:187:ASP:H 1.82 0.77
26:S:231:ALA:O 26:S:235:ASN:N 2.11 0.77
26:S:344:PRO:HG2 26:S:370:LEU:HD23 1.66 0.77
26:S:461:PHE:HD1 26:S:464:ARG:HD3 1.50 0.77
28:U:141:GLU:HA 28:U:153: THR:N 2.00 0.77
33:7:436:LEU:O 33:7:440:LEU:N 2.17 0.77
33:7:445:PRO:HB2 33:7:484:LYS:HB2 1.66 0.77
33:7Z:601:VAL:HG12 33:7:746:1LE:HD11 1.64 0.77
33:7:834:LEU:O 33:7:852:GLN:NE2 2.17 0.77
3:h:66:GLY:HA3 3:h:114:ALA:HA 1.64 0.77
2:2:102:ASP:0O 2:2:106:GLU:N 2.14 0.76
3:3:190:GLY:O 3:3:212: TYR:OH 2.01 0.76
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1:8:205:ASP:OD1 4:1:229:GLN:N 2.18 0.76
11:D:32:CYS:N 11:D:47:GLU:OE2 2.18 0.76
14:G:36: THR:HB 14:G:168:GLY:H 1.50 0.76
14:G:237:GLN:HA 14:G:240:ILE:HD12 1.67 0.76
15:H:385:ARG:NH2 15:H:411:CYS:O 2.18 0.76
21:N:781:ALA:H 21:N:878:GLN:HE22 1.31 0.76
24:QQ:85:MET:O 24:Q:89:ALA:N 2.18 0.76
33:7:504:GLU:O 33:7:508:LEU:N 2.16 0.76
33:7:509:LEU:HD13 33:7:526:ALA:HB1 1.64 0.76
33:7Z:751:ASP:O 33:7:754:LYS:CB 2.33 0.76
10:¢:137:TYR:HB2 10:¢:149: TYR:HB2 1.66 0.76
2:2:86:ILE:HG12 2:2:147.ILE:HG12 1.68 0.76
9:B:29:LYS:NZ 9:B:166:LYS:O 2.18 0.76
17:J:333:ARG:NH1 25:R:205:GLU:HB3 2.01 0.76
22:0:7:ILE:O 22:0:11:LEU:CA 2.33 0.76
22:0:15:ARG:N 22:0:16:MET:CA 2.38 0.76
23:P:181:LEU:HG 23:P:223:LEU:HD11 1.65 0.76
23:P:382:ASP:O 23:P:386:GLN:N 2.18 0.76
24:Q:394:ASN:CB 24:Q:396: TRP:HE1 1.99 0.76
24:Q:409:TYR:HA 24:Q:412:ALA:HB3 1.68 0.76
25:R:380:VAL:HB 25:R:389:GLU:HB2 1.67 0.76
30:W:66: THR:HG21 30:W:71:LYS:CG 2.11 0.76
30:W:162:ASN:HD21 30:W:165:GLN:HA 1.48 0.76
33:7:361:HIS:HA 33:7:364:ASN:HB2 1.68 0.76
33:2:602:LEU:.CG 33:7:882:LEU:HD23 2.14 0.76
8:a:193:HIS:ND1 8:a:194:ILE:O 2.18 0.76
9:b:29:LYS:NZ 9:b:166:LYS:O 2.18 0.76
11:d:189:GLU:O 11:d:193:LYS:N 2.17 0.76
1:1:21:PHE:HB3 2:2:34:- THR:HG23 1.67 0.76
1:8:22: ASN:ND2 1:8:24:TYR:O 2.19 0.76
14:G:95:GLU:OE2 14:G:115:ARG:NH1 2.16 0.76
21:N:677:ASP:O 21:N:681:ASN:N 2.11 0.76
24:Q:415:LEU:HD11 29:V:258:GLU:HA 1.67 0.76
25:R:263:ARG:NH2 25:R:297:TYR:CE1 2.44 0.76
28:U:282:VAL:HA 28:U:285:ILE:HB 1.68 0.76
30:W:29:GLN:NE2 30:W:115:CYS:SG 2.58 0.76
33:2:272:TYR:CD2 33:72:277:GLU:HB3 2.21 0.76
10:¢:187:ASP:HA 10:¢:190:ILE:HD12 1.68 0.76
11:d:11:PHE:N 12:€:23:GLN:HE22 1.83 0.76
11:d:32:CYS:N 11:d:47:GLU:OE2 2.18 0.76
14:g:36: THR:HB 14:g:168:GLY:H 1.50 0.76
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14:g:237:GLN:HA 14:g:240:ILE:HD12 1.67 0.76
1:1:22: ASN:ND2 1:1:24:TYR:O 2.19 0.76
2:9:232:ILE:N 2:9:240: THR:O 2.16 0.76
18:K:98:GLN:OE1 18:K:134:SER:OG 2.03 0.76
21:N:431:SER:O 21:N:472:ASN:ND2 2.18 0.76
22:0:58:ARG:HG2 22:0:61:LEU:HD12 1.67 0.76
22:0:83:LEU:HD21 22:0:102:LEU:.CG 2.14 0.76
23:P:19:GLU:O 23:P:23:LYS:N 2.15 0.76
23:P:56:LYS:HD3 23:P:92:SER:HA 1.66 0.76
25:R:338:TYR:O 25:R:343:GLU:N 2.17 0.76
33:7:344:LYS:HZ2 33:72:921:GLU:HG2 1.50 0.76
12:€:211:LYS:O 12:€:216:ASN:ND2 2.18 0.76
2:2:136:ARG:NE 2:2:141:ASN:O 2.19 0.76
3:3:57:HIS:HB3 3:3:60:ILE:HB 1.68 0.76
16:1:174:VAL:HA 16:1:187:LEU:HB3 1.68 0.76
17:J:76:ILE:H 17:J:86:VAL:HA 1.49 0.76
17:J:187:LEU:H 17:J:293:ALA:HA 1.50 0.76
19:1:133:ASN:ND2 29:V:45:VAL:O 2.17 0.76
21:N:156:ILE:O 21:N:160:GLY:N 2.16 0.76
21:N:638:ILE:HG23 21:N:660:LEU:HD22 1.65 0.76
22:0:43:GLU:N 22:0:47:LYS:HB3 2.00 0.76
24:Q:61:LEU:HA 24:Q:64:LEU:HB2 1.67 0.76
25:R:206:ARG:HD3 25:R:209:ARG:HD2 1.67 0.76
26:S:435:LYS:N 26:S:444:GLU:O 2.14 0.76
33:7:810:ASN:O 33:7Z:814:ALA:N 2.15 0.76
3:h:57:HIS:HB3 3:h:60:ILE:HB 1.68 0.76
1:8:79:ASP:OD1 2:9:137:ARG:NH2 2.19 0.76
11:D:115:GLY:O 11:D:119:ARG:N 2.17 0.76
19:1:298:ASP:0OD1 20:M:299:ARG:NH2 2.19 0.76
24:Q:77:PHE:HA 24:QQ:80:HIS:HD2 1.50 0.76
24:Q:353:PRO:HB2 | 24:Q:357:VAL:HG11 1.66 0.76
25:R:369:GLY:HA2 25:R:372:1ILE:HD11 1.67 0.76
10:¢:45:VAL:HG22 10:¢:186:VAL:HG13 1.68 0.76
2:2:35:GLN:NE2 2:2:142:PRO:O 2.19 0.76
5:5:74: TYR:CE2 5:5:78:GLU:HG3 2.20 0.76
16:1:281:GLN:HB3 17:J:223:ILE:HG12 1.68 0.76
20:M:407:GLN:HE22 20:M:411:LYS:HD3 1.49 0.76
23:P:319:GLU:HB3 23:P:323:ASN:HB3 1.66 0.76
25:R:372:ILE:HA 25:R:377:LEU:CD1 2.16 0.76
27:T:131:LYS:O 27:T:135:ASN:ND2 2.19 0.76
28:U:169:ILE:HG12 29:V:149:GLY:HA2 1.67 0.76
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Atom-1 Atom-2 distance (A) overlap (A)
11:d:180:ASP:0OD2 11:d:183:GLU:N 2.18 0.76
4:1:109:LEU:HD12 4:1:142:1LE:HD11 1.66 0.76
7:7:242:ARG:NH2 6:k:141:PHE:HB3 2.00 0.76
2:9:35:GLN:NE2 2:9:142:PRO:O 2.19 0.76
2:9:86:ILE:HG12 2:9:147.ILE:HG12 1.68 0.76
2:9:136:ARG:NE 2:9:141:ASN:O 2.19 0.76
21:N:772:GLN:HB3 21:N:869:ASP:H 1.50 0.76
21:N:875:LEU:HD12 21:N:876:PRO:HD2 1.66 0.76
22:0:168: THR:O 22:0:172:TYR:N 2.18 0.76
24:Q:246:TYR:HA 24:Q:249:LEU:HB2 1.66 0.76
24:Q:285:LYS:O 24:Q:289:GLU:N 2.19 0.76
25:R:400: TYR:CZ 26:S:461:PHE:CE2 2.73 0.76
33:7:367:SER:HB2 33:7:859:LYS:O 1.85 0.76
10:C:45:VAL:HG22 10:C:186:VAL:HG13 1.68 0.76
18:K:344:ARG:O 18:K:349:ARG:HG3 1.86 0.76
20:M:335:PRO:O 20:M:339:ARG:HB2 1.86 0.76
23:P:298:SER:O 23:P:302:LEU:N 2.19 0.76
24:QQ:315:ASN:ND2 24:Q:339:TYR:OH 2.18 0.76
26:S:205:ASN:O 26:S:209:ILE:N 2.17 0.76
26:5:348:LEU:O 26:S:352: VAL:N 2.14 0.76
26:S:356:ASP:HB2 26:S:359:LYS:HE3 1.66 0.76
29:V:37:-MET:O 29:V:41:GLY:N 2.14 0.76
33:7:304:PRO:O 33:7:308:LYS:N 2.19 0.76
33:7:359:LYS:HA 33:7:362:LEU:HB2 1.68 0.76
33:7:564:ARG:HH12 33:7:894:MET:HE3 1.51 0.76
33:7:917:ASN:OD1 33:7:918:ASP:N 2.19 0.76
6:k:3:ILE:HB 6:k:18:SER:HB3 1.67 0.76
20:M:411:LYS:NZ 20:M:414:ASP:0OD1 2.19 0.76
25:R:37:LYS:HG2 25:R:42:GLN:HE22 1.50 0.76
25:R:394:ASP:0OD2 26:S:450:ASN:O 2.04 0.76
29:V:261:LEU:HD22 29:V:280:LEU:HA 1.68 0.76
30:W:66:THR:CG2 30:W:71:LYS:CG 2.64 0.76
31:X:38:ASN:HA 31:X:47:ASP:H 1.51 0.76
33:7:112:LYS:HZ3 33:7:202:ARG:HG3 1.51 0.76
6:6:3:ILE:HB 6:6:18:SER:HB3 1.67 0.75
6:6:169:GLU:O 6:k:177:LYS:NZ 2.18 0.75
6:6:177:LYS:NZ 6:k:169:GLU:O 2.18 0.75
12:E:211:LYS:0O 12:E:216:ASN:ND2 2.18 0.75
14:G:51:GLU:OE2 14:G:204:HIS:ND1 2.18 0.75
15:H:278:GLU:N 16:1:292: ARG:HH22 1.84 0.75
19:L:401:PHE:O 19:1:405:ASP:N 2.18 0.75
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Atom-1 Atom-2 distance (A) overlap (A)
20:M:147:GLY:N 20:M:157:ASP:O 2.19 0.75
21:N:103:SER:HA 21:N:106:ILE:HD12 1.66 0.75
22:0:133:ILE:O 22:0:136: THR:OG1 2.04 0.75
23:P:392:LYS:HE3 24:Q:354:PHE:CG 2.21 0.75
24:Q:302:VAL:CB 24:Q:335:PHE:HZ 1.98 0.75
24:Q:314:PHE:CE2 24:Q:339:TYR:CB 2.68 0.75
24:Q:368:LEU-HG 24:QQ:369:ASP:N 1.99 0.75
28:U:8:VAL:HG22 28:U:46:1LE:HB 1.69 0.75
30:W:151: THR:N 30:W:155:ASP:0OD2 2.18 0.75
33:7:364:ASN:HB3 33:72:954:PRO:CD 2.16 0.75
10:¢:233:GLN:O 10:¢:237:ASP:N 2.19 0.75
11:d:162:GLN:NE2 11:d:163:THR:O 2.14 0.75
13:F:11:VAL:C 14:G:130:ARG:HG3 2.10 0.75
13:F:68:GLU:O 13:F:222:PHE:N 2.14 0.75
17:J:128:ASN:C 17:J:129:LYS:HE3 2.11 0.75
19:1:405:ASP:0O 19:1:407:ARG:NH1 2.19 0.75
22:0:280:LEU:HA 22:0:283:HIS:HB2 1.68 0.75
23:P:425:HIS:CD2 28:U:232:VAL:HB 2.21 0.75
24:Q:415:LEU:HD23 | 29:V:262: THR:HG23 1.66 0.75
27:T:157: TYR:OH 27:T:188:GLU:OE1 2.04 0.75
33:7:475:GLN:NE2 33:7:504:GLU:OE1 2.19 0.75
33:7:506:LEU:O 33:7:510:LEU:N 2.14 0.75
11:d:127:ARG:NH1 11:d:128:PRO:O 2.18 0.75
1:1:179:TYR:HD1 1:1:188:LYS:HA 1.51 0.75
2:2:42: THR:HG22 2:2:74:ARG:CZ 2.16 0.75
11:D:180:ASP:0OD2 11:D:183:GLU:N 2.18 0.75
16:1:199:LYS:HE2 16:1:261:LYS:HZ1 1.52 0.75
17:J:87:LYS:HB2 17:J:93:LYS:HG2 1.69 0.75
20:M:220:MET:HB2 20:M:326:ALA:HA 1.67 0.75
21:N:495:PRO:O 21:N:499:HIS:ND1 2.18 0.75
22:0:15:ARG:N 22:0:16:MET:O 2.19 0.75
22:0:102:LEU:HD21 22:0:128:LEU:CD1 2.16 0.75
22:0:151:ASP:O 22:0:155:LYS:N 2.18 0.75
24:QQ:302:VAL:CB 24:QQ:335:PHE:CZ 2.69 0.75
27:T:85:LEU:HD21 27:T:102:LYS:HG2 1.68 0.75
30:W:53:SER:N 30:W:60:ARG:O 2.20 0.75
33:7:277:GLU:HG3 33:72:277:GLU:O 1.86 0.75
14:¢:12:ASN:HB3 14:¢:127:ASN:HA 1.67 0.75
7:1:82:ARG:NH1 7:1:200:ASP:0OD2 2.18 0.75
4:4:109:LEU:HD12 4:4:142:1LE:HD11 1.66 0.75
16:1:175:LEU:HB3 16:1:184:VAL:HB 1.68 0.75
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Atom-1 Atom-2 distance (A) overlap (A)
17:J:127:GLU:CB 17:J:129:LYS:NZ 2.45 0.75
19:L:231:LEU:O 19:L:235:VAL:N 2.13 0.75
22:0:1:MET:CB 22:0:37:LEU:HA 2.16 0.75
26:S:139:HIS:O 26:S:143:GLN:N 2.19 0.75
28:U:104:LEU:HD13 28:U:152:LYS:NZ 2.02 0.75
33:7:567:ALA:HB1 33:7Z:595:MET:CA 2.09 0.75
33:7:584:VAL:CG1 33:7:603:VAL:CG1 2.63 0.75
5:j:160:PRO:O 5:j:164:PHE:N 2.18 0.75
8:A:200:GLU:OE1 8:A:200:GLU:N 2.15 0.75
16:1:275:VAL:HG22 16:1:309:ASP:HB3 1.68 0.75
18:K:162:GLY:O 18:K:236:ARG:N 2.19 0.75
19:L:313:ASP:0OD2 19:1L:339:ARG:NH2 2.16 0.75
24:Q:50:ARG:O 24:QQ:54:GLN:N 2.19 0.75
25:R:200:LYS:HD2 25:R:202:GLY:CA 2.13 0.75
25:R:289:ILE:HG13 25:R:290:SER:H 1.50 0.75
26:S:338:MET:HG2 26:S:341:SER:C 2.12 0.75
30:W:67:ALA:C 30:W:68:GLU:HG3 2.12 0.75
33:7:793:PHE:HB2 33:7:829:GLN:HB2 1.69 0.75
4:4:59:ASN:OD1 4:4:217:ARG:NH2 2.19 0.75
6:6:141:PHE:HB3 7:1:242:ARG:HH21 1.52 0.75
12:E:80:GLY:HA3 12:E:140:VAL:HA 1.66 0.75
12:E:146:GLY:HA2 12:E:222:1LE:HD13 1.68 0.75
19:1L:246:SER:HB3 19:L:280:MET:HA 1.66 0.75
21:N:33:ASP:O 26:S:215:MET:HG2 1.87 0.75
25:R:65:TYR:O 25:R:69:GLU:N 2.19 0.75
25:R:198:ILE:HD13 25:R:200:LYS:HG2 1.67 0.75
25:R:334:ARG:O 25:R:337:VAL:HG12 1.87 0.75
8:a:61:ASP:HB3 8:a:64:LEU:HG 1.69 0.75
5:j:84:PRO:O 5:j:88: THR:N 2.19 0.75
10:C:187:ASP:HA 10:C:190:1ILE:HD12 1.68 0.75
14:G:234:ASP:O 14:G:238:GLU:N 2.17 0.75
17:J:333:ARG:HH12 25:R:205:GLU:HB3 1.51 0.75
18:K:288:SER:OG 19:L:256:ILE:O 2.03 0.75
19:1:225:GLY:C 19:L:227:GLY:H 1.95 0.75
23:P:342:GLN:HE21 23:P:346:1LE:HD11 1.50 0.75
24:Q:355:GLU:OE2 | 24:Q:399:VAL:HG23 1.87 0.75
25:R:259:PHE:O 25:R:333:MET:CE 2.34 0.75
29:V:107:TRP:O 29:V:139:VAL:N 2.18 0.75
33:7:407:VAL:O 33:7:410:THR:O0G1 2.03 0.75
8:a:46:ARG:HH21 8:a:167:LYS:HA 1.51 0.75
13:£:140:SER:OG 13:£:143:HIS:NE2 2.18 0.75
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Atom-1 Atom-2 distance (A) overlap (A)
5:5:84:PRO:0O 5:5:88: THR:N 2.19 0.75
9:B:35:LEU:HA 9:B:163:ALA:HA 1.69 0.75
18:K:238:ASN:CB 18:K:241:GLU:HG3 2.15 0.75
21:N:460:ILE:O 21:N:464:GLU:N 2.17 0.75
24:Q:13:ARG:O 24:Q:17:GLU:N 2.15 0.75
24:Q:27:'TYR:CE1 24:Q:57:SER:HB2 2.22 0.75
25:R:134: TRP:HE3 25:R:153: THR:HG23 1.51 0.75
27:T:251:HIS:NE2 27:T1T:253:GLU:CD 2.44 0.75
33:7:770:GLU:O 33:7:774:ARG:N 2.14 0.75
12:€:146:GLY:HA2 12:e:222:ILE:HD13 1.68 0.75
16:1:214:LEU:HD21 16:1:388:ILE:HD11 1.69 0.75
16:1:244:LYS:NZ 16:1:340:LEU:HG 2.02 0.75
18:K:98:GLN:O 18:K:111:SER:N 2.17 0.75
18:K:343:LEU:HD12 18:K:343:LEU:N 2.02 0.75
19:L:253:ASP:O 20:M:256:ILE:HB 1.85 0.75
19:L:357:ARG:O 19:L:361:PHE:N 2.15 0.75
23:P:147:LYS:HG2 23:P:152:LYS:HD2 1.67 0.75
23:P:393:VAL:CA 24:Q:352:GLU:O 2.34 0.75
25:R:309:LEU:HA 25:R:312: TYR:HB3 1.69 0.75
26:S:462: ASP:HA 26:5:465:1LE:HB 1.68 0.75
1:1:21:PHE:CZ 2:2:137:ARG:HG3 2.22 0.74
1:1:29:GLY:HA3 1:1:61:LYS:HZ2 1.50 0.74
6:6:118:GLN:NE2 6:6:132:ALA:O 2.20 0.74
2:9:42: THR:HG22 2:9:74:ARG:CZ 2.16 0.74
8:A:61:ASP:HB3 8:A:64:LEU:HG 1.69 0.74
8:A:72:ILE:N 8:A:224:GLU:OE2 2.16 0.74
17:J:163:VAL:HG23 17:J:312:ARG:HB3 1.69 0.74
18:K:243:VAL:CG2 19:1:303:ARG:HD2 2.15 0.74
19:1::369:LYS:NZ 19:1:408:ASP:0D2 2.18 0.74
22:0:356:ARG:HA 22:0:356:ARG:NH1 2.02 0.74
23:P:139:VAL:HA 23:P:142:ASP:HB2 1.68 0.74
23:P:294:GLU:O 23:P:298:SER:N 2.11 0.74
23:P:420:ASP:O 23:P:424.GLU:N 2.19 0.74
30:W:132:LEU:O 30:W:136:ASN:N 2.20 0.74
33:7:312: TYR:CE1 33:7:349: THR:HA 2.22 0.74
9:b:158:PRO:HB2 10:¢:58:GLU:HB3 1.68 0.74
4:1:228:LYS:NZ 5:3:152:SER:O 2.14 0.74
6:k:52:ASP:OD1 7:1:163: TYR:OH 2.03 0.74
8:A:46:ARG:HH21 8:A:167:LYS:HA 1.51 0.74
8:A:144:VAL:HG12 8:A:154:1LE:HA 1.67 0.74
15:H:403:ARG:H 15:H:406:LEU:HD12 1.53 0.74
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Atom-1 Atom-2 distance (A) overlap (A)
16:1:211:ILE:HB 16:1:258:LEU:HB3 1.67 0.74
16:1:248:LEU:HA 16:1:375:ILE:HB 1.69 0.74
18:K:243:VAL:HG12 19:L:257:GLY:CA 2.14 0.74
22:0:16:MET:N 22:0:72:LYS:HE3 2.01 0.74
27:T:253:GLU:HG3 27:T:254:ASP:H 1.50 0.74
30:W:15:TYR:CE2 30:W:145:GLY:HA2 2.22 0.74
33:7:451:ALA:O 33:7:455:1LE:N 2.18 0.74
33:7:783:VAL:HG12 33:7:787:ASP:C 2.11 0.74
4:4:30: THR:N 4:4:158:SER:HG 1.84 0.74
1:8:179:TYR:HD1 1:8:188:LYS:HA 1.51 0.74
15:H:385:ARG:NH1 15:H:413:ASN:OD1 2.21 0.74
19:L:225:GLY:H 19:1:229: THR:H 1.34 0.74
22:0:99:LEU:HA 22:0:132:GLU:OE1 1.88 0.74
23:P:378:THR:O 23:P:382:ASP:N 2.18 0.74
23:P:420:ASP:HA 23:P:423:LEU:HB2 1.70 0.74
23:P:440:HIS:HD2 28:U:213:LYS:NZ 1.85 0.74
25:R:371:PHE:CA 25:R:377:LEU:HD11 2.16 0.74
26:S:330:LEU:O 26:S:334:HIS:N 2.20 0.74
29:V:114:PHE:HB3 29:V:116:CYS:SG 2.27 0.74
33:7:445:PRO:0O 33:7:449:ALA:N 2.20 0.74
9:b:185:LEU:O 9:b:189:ILE:N 2.17 0.74
10:¢:168:ASN:ND2 10:¢:200: THR:O 2.20 0.74
11:d:36:VAL:HG12 11:d:161:ALA:HB1 1.66 0.74
6:k:118:GLN:NE2 6:k:132:ALA:O 2.20 0.74
16:1:292:ARG:O 16:1:296:LYS:N 2.17 0.74
17:J:273:LEU:HD22 17:J:309:ARG:HD3 1.70 0.74
19:L:290:ARG:CZ 19:1:302:GLN:HB2 2.17 0.74
21:N:468:GLU:O 21:N:472:ASN:N 2.17 0.74
22:0:7:ILE:C 22:0:11:LEU:CB 2.58 0.74
22:0:266:PHE:O 22:0:269:LEU:N 2.21 0.74
23:P:268:LEU:O 23:P:271:SER:OG 2.06 0.74
23:P:429:1LE:HG22 23:P:433:1ILE:HD11 1.69 0.74
24:Q:401:GLU:HB2 | 25:R:392:ARG:HH12 0.92 0.74
25:R:64:LYS:O 25:R:81:HIS:NE2 2.20 0.74
25:R:200:LYS:CD 25:R:203:ASP:N 2.49 0.74
25:R:279:LEU:HD12 25:R:282: THR:HB 1.69 0.74
26:S:201:ILE:C 27:T:46:ILE:HD11 2.12 0.74
33:7:307:HIS:ND1 33:7:310:LEU:HD23 2.03 0.74
13:£:123:TYR:HB2 14:¢:128:SER:O 1.88 0.74
4:1:59:ASN:OD1 4:1:217:ARG:NH2 2.19 0.74
5:5:160:PRO:O 5:5:164:PHE:N 2.18 0.74
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7:7:206:SER:OG 7:7:243:ASP:0D2 2.04 0.74
8:A:48:LYS:HD3 8:A:197:GLU:HG3 1.70 0.74
18:K:129:GLU:HA 29:V:274:GLN:H 1.52 0.74
19:L:260:ALA:O 19:L:264:ARG:N 2.15 0.74
19:L:358:LEU:HB2 19:1:380:VAL:HG11 1.68 0.74
21:N:151:LYS:HA 21:N:154:LEU:HB2 1.69 0.74
21:N:176:GLN:HA 21:N:176:GLN:NE2 2.00 0.74
23:P:325:ASP:H 23:P:337:HIS:CE1 2.04 0.74
24:Q:232:TYR:O 24:QQ:236:PHE:N 2.18 0.74
24:Q:294:ARG:N 24:Q:324:GLU:OFE1 2.20 0.74
24:Q:382:LEU:HD11 | 24:Q:402: THR:HG23 0.77 0.74
25:R:394:ASP:0OD1 26:S:451:ILE:HG22 1.86 0.74
28:U:299:LYS:O 28:U:303:GLU:N 2.17 0.74
33:7:539:ASN:HB3 33:7:542:1LE:HG22 1.69 0.74
10:¢:141:ASP:OD1 10:¢:145:GLY:N 2.20 0.74
11:d:111:ARG:NH2 7:1:145:GLU:OE2 2.19 0.74
7:7:82:ARG:HG3 7:7:185:PRO:HB2 1.70 0.74
8:A:193:HIS:ND1 8:A:194:ILE:O 2.18 0.74
17:J:34:ILE:HG21 18:K:58:TYR:HB3 1.70 0.74
18:K:212: TYR:HB3 18:K:339:GLU:HG2 1.69 0.74
21:N:463: TYR:HA 21:N:485:-MET:HG2 1.69 0.74
24:QQ:190:ASN:HB3 24:Q:193:LYS:HD2 1.69 0.74
24:Q:337:ALA:O 24:QQ:340:ASP:HB2 1.87 0.74
25:R:400: TYR:OH 28:U:274:-MET:C 2.30 0.74
27:T:57:ILE:HG22 27:T:61:ILE:HG13 1.70 0.74
30:W:7:VAL:HA 30:W:50:GLY:H 1.53 0.74
9:b:33: THR:0G1 9:b:167:GLY:N 2.20 0.74
11:d:115:GLY:O 11:d:119:ARG:N 2.17 0.74
14:¢:51:GLU:OE2 14:¢:204:HIS:ND1 2.18 0.74
7:7:214:VAL:HG23 6:k:142:SER:HB2 1.68 0.74
2:9:102:ASP:O 2:9:106:GLU:N 2.14 0.74
14:G:126:TYR:O 14:G:129:VAL:CG2 2.36 0.74
15:H:382:LEU:HD23 | 15:H:385:ARG:HH22 1.52 0.74
16:1:429:LEU:HD22 16:1:432: ARG:HH21 1.51 0.74
19:L:103:GLN:O 20:M:128:PHE:N 2.21 0.74
19:L:408:ASP:0OD1 19:1:409:HIS:ND1 2.21 0.74
21:N:770:LYS:HD3 21:N:870:ASN:HD21 1.51 0.74
25:R:229:LYS:O 25:R:233:ASP:N 2.21 0.74
26:S:440:ASP:HB3 26:S:442:PHE:CD2 2.23 0.74
27:T:159:LYS:O 27:T:163:LEU:N 2.17 0.74
27:T:164:LEU:O 27:T:170:ASN:ND2 2.20 0.74
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33:7:493:LEU:HA 33:7:496:ALA:HB3 1.69 0.74
33:7Z:847:1LE:HA 33:7Z:850:LEU:HD12 1.68 0.74
13::132:LEU:HB2 13:f:147:PHE:HB3 1.70 0.74
13:f:198:SER:HA 13:£:201:LEU:HD12 1.70 0.74
3:3:38:ARG:NH1 3:3:186:GLY:O 2.20 0.74
3:3:166:SER:N 3:3:169:GLU:OE1 2.18 0.74
18:K:215:PRO:HA 18:K:219:LYS:HB3 1.68 0.74
21:N:315:ASN:O 21:N:319:SER:N 2.19 0.74
24:QQ:140:LYS:O 24:Q:144:LEU:N 2.12 0.74
25:R:265:ASP:0O 25:R:269:LYS:N 2.21 0.74
33:7Z:799:PHE:HA 33:7:802:ASP:HB2 1.69 0.74
33:7:861:THR:HG21 | 33:7Z:962:ARG:HH11 1.49 0.74
7:1:206:SER:OG 7:1:243:ASP:0OD2 2.04 0.74
1:1:79:ASP:OD1 2:2:137:ARG:NH2 2.21 0.74
15:H:275:1ILE:HG22 15:H:277:SER:H 1.53 0.74
15:H:337:ILE:O 15:H:370:ARG:NH1 2.20 0.74
18:K:167:PRO:HD?2 18:K:228:ASN:HA 1.70 0.74
21:N:211:PHE:O 21:N:215:-MET:N 2.17 0.74
22:0:139:LEU:O 22:0:141:ASN:N 2.20 0.74
24:QQ:145:HIS:O 24:QQ:150:GLN:N 2.19 0.74
25:R:333:MET:HE1 25:R:336:LYS:HG2 1.70 0.74
25:R:382:ASP:CG 26:S:402:ILE:HG23 2.13 0.74
26:S:235:ASN:ND2 26:S5:259:TYR:OH 2.21 0.74
26:S:471:LEU:O 26:S:475: TYR:N 2.20 0.74
29:V:154:ASP:0OD1 29:V:155:ALA:N 2.21 0.74
33:7:605:SER:CB 33:72:878:LEU:CD1 2.59 0.74
9:b:59:GLU:N 9:b:59:GLU:OE1 2.20 0.74
10:C:168:ASN:ND2 10:C:200: THR:O 2.20 0.74
19:L:74:LEU:HD13 20:M:15:ASP:CG 2.12 0.74
19:L:175:GLN:HE21 19:1:240:GLY:HA2 1.53 0.74
22:0:140:LYS:HZ2 22:0:142:ASP:HA 1.50 0.74
24:Q:32:ASP:HA 24:Q:44:ALA:HB3 1.70 0.74
24:Q:314:PHE:HB2 | 24:QQ:342:LEU:HD11 1.69 0.74
24:QQ:387:TYR:OH 24:Q:399:VAL:HA 1.88 0.74
26:S:435:LYS:O 26:S:444:GLU:N 2.19 0.74
33:7Z:112:LYS:HD?2 33:7:140:LEU:HB3 1.70 0.74
11:d:195:THR:O 11:d:198:SER:OG 2.06 0.74
14:¢:220:SER:HB3 14:¢:224: THR:H 1.53 0.74
1:1:225:ILE:HB 1:1:232:ARG:HB3 1.68 0.73
2:2:42: THR:HG22 2:2:74:ARG:HH21 1.53 0.73
12:E:187: TRP:HA 12:E:191:LEU:HD11 1.70 0.73
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Atom-1 Atom-2 distance (A) overlap (A)
18:K:281:ARG:HG2 18:K:285:GLN:HB2 1.69 0.73
23:P:45:LYS:HD3 23:P:52:LEU:HB2 1.70 0.73
23:P:305: THR:O 23:P:310:ARG:NH2 2.21 0.73
24:Q:120:LYS:HB3 24:Q:124:PHE:CE2 2.23 0.73
24:Q:27T1:MET:HG2 | 24:Q:338:LEU:HD22 1.69 0.73
24:Q:311:LEU:HD21 | 24:Q:368:LEU:HD13 1.69 0.73
25:R:200:LYS:CD 25:R:202:GLY:N 2.50 0.73
29:V:238:LEU:H 29:V:241: THR:HG1 1.32 0.73
33:7:388:GLY:HA3 33:7:421:SER:HB2 1.70 0.73
33:72:513:ALA:O 33:72:516:THR:0G1 2.06 0.73
1:1:68:ASN:ND2 1:1:227:THR:O 2.16 0.73
1:1:169:LEU:O 1:1:173:VAL:N 2.21 0.73
7:7:79:LEU:HA 7:7:175:MET:HE1 1.70 0.73
13:F:67:ASP:0OD1 13:F:68:GLU:N 2.20 0.73
16:1:288:PRO:HB3 16:1:335:GLU:HG2 1.70 0.73
17:J:161:LYS:HG3 17:J:165:GLU:HB2 1.70 0.73
18:K:362:LEU:HA 18:K:402:ILE:H 1.53 0.73
23:P:48:GLN:HG2 23:P:86:HIS:HB2 1.68 0.73
25:R:78:ASP:N 25:R:82:ASP:O 2.20 0.73
25:R:172:LEU:HB3 25:R:176:ARG:HH12 1.52 0.73
26:S:132:ALA:O 26:S:136:CYS:N 2.21 0.73
26:S5:415:SER:OG 26:S:422:MET:SD 2.46 0.73
26:S:439:GLU:HB3 27:T:201:PRO:HD3 1.68 0.73
33:7Z:271:ILE:O 33:2:272:TYR:C 2.31 0.73
9:b:35:LEU:HA 9:b:163:ALA:HA 1.69 0.73
13:£:67:ASP:OD1 13:£:68:GLU:N 2.20 0.73
14:¢:22:PHE:O 14:¢:26:TYR:N 2.19 0.73
9:B:59:GLU:N 9:B:59:GLU:OE1 2.20 0.73
11:D:122:GLN:HB3 12:E:136:ARG:CZ 2.17 0.73
13:F:13:PHE:HB3 13:F:17:GLY:HA2 1.71 0.73
14:G:220:SER:HB3 14:G:224:THR:H 1.53 0.73
15:H:224:VAL:HG21 15:H:246:1LE:HD12 1.68 0.73
15:H:258:LEU:HD23 15:H:261:ARG:HD2 1.68 0.73
18:K:96:ILE:HD12 19:1:126:ARG:HB3 1.69 0.73
19:L:357:ARG:NE 19:1.:383:SER:O 2.21 0.73
22:0:357:1ILE:O 22:0:358:ILE:CG2 2.34 0.73
25:R:126:GLY:HA3 25:R:129:GLU:HB2 1.69 0.73
26:S:158:PHE:O 26:S:162: VAL:N 2.20 0.73
33:7:564:ARG:HG2 33:7:594:PRO:C 2.13 0.73
33:7:579:GLU:C 33:7:583:ASP:HB2 2.08 0.73
33:7:821:GLY:O 33:7:862:MET:N 2.21 0.73
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4:1:236:ARG:CZ 5:j:161:GLU:HB2 2.18 0.73
7:1:82:ARG:HG3 7:1:185:PRO:HB2 1.70 0.73
1:8:225:ILE:HB 1:8:232:ARG:HB3 1.68 0.73
13:F:198:SER:HA 13:F:201:LEU:HD12 1.70 0.73
15:H:96:PRO:HA 15:H:191:ILE:C 2.13 0.73
18:K:243:VAL:O 19:L:257:GLY:HA3 1.87 0.73
21:N:683:LEU:O 21:N:687:THR:N 2.18 0.73
22:0:58:ARG:O 22:0:62: TYR:N 2.12 0.73
23:P:168:TYR:HB2 23:P:176:LYS:HD2 1.69 0.73
24:Q:409:TYR:O 24:Q:413:LEU:N 2.14 0.73
27:T:265:ASP:O 27:T:269:SER:N 2.22 0.73
28:U:122:ILE:N 28:U:135:ASP:O 2.20 0.73
30:W:19:GLY:HA2 30:W:25:ARG:H 1.52 0.73
33:7:198:GLU:HA 33:7:201:LEU:HB2 1.69 0.73
33:7:747:ALA:HB1 33:7:761:PHE:CZ 2.18 0.73
13:£:6: TYR:OH 14:2:9:ASP:OD2 2.06 0.73
7:1:79:LEU:HA 7:1:175:MET:HE1 1.70 0.73
6:6:65:GLN:HB2 11:D:94:GLN:HE22 1.52 0.73
21:N:642:ASP:O 21:N:645:THR:OG1 2.05 0.73
22:0:310:PHE:HZ 22:0:341:.1LE:HG23 1.53 0.73
24:Q:30:LEU:HD22 24:Q:50:ARG:NH2 2.04 0.73
25:R:58:GLU:O 25:R:144:1LE:HA 1.87 0.73
25:R:147:LYS:NZ 25:R:186: TYR:CE2 2.49 0.73
25:R:259:PHE:CD1 25:R:333:-MET:CG 2.46 0.73
28:U:141:GLU:CA 28:U:153: THR:H 2.01 0.73
31:X:68:LEU:HD21 31:X:73:THR:HG21 1.69 0.73
33:7:381:LEU:HA 33:7:410: THR:HG22 1.70 0.73
12:e:187:TRP:HA 12:e:191:LEU:HD11 1.70 0.73
4:4:50: THR:HA 4:4:56:ALA:H 1.54 0.73
11:D:189:GLU:O 11:D:193:LYS:N 2.17 0.73
20:M:198:VAL:HG22 | 20:M:239: THR:HG22 1.71 0.73
23:P:107:SER.:C 23:P:108:LYS:HG3 2.14 0.73
23:P:245:TYR:CZ 23:P:261:LEU:HB2 2.23 0.73
24:Q:332:ARG:0O 24:Q:336:ASN:ND2 2.21 0.73
25:R:259:PHE:HE1 25:R:333:-MET:N 1.87 0.73
25:R:414:LEU:HA 26:S:471:LEU:HD11 1.70 0.73
26:S:411:LEU:O 26:S:415:SER:N 2.21 0.73
28:U:141:GLU:H 28:U:153: THR:H 1.33 0.73
33:7:289:GLY:HA3 33:7Z:609: THR:CB 2.19 0.73
8:a:161:GLY:O 9:h:83:ARG:NH1 2.20 0.73
13:£:40:SER:OG 13:£:43:HIS:N 2.22 0.73
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Atom-1 Atom-2 distance (A) overlap (A)
4:1:30: THR:N 4:1:158:SER:HG 1.87 0.73
2:2:42:THR:CG2 2:2:74:ARG:HH21 2.02 0.73
2:9:42: THR:HG21 2:9:58:ASP:0OD1 1.84 0.73
10:C:141:ASP:OD1 10:C:145:GLY:N 2.20 0.73
11:D:18:PHE:O 11:D:22: TYR:N 2.20 0.73
12:E:41:ALA:HA 12:E:46:VAL:HG22 1.71 0.73
16:1:279:LEU:HD23 16:1:279:LEU:N 2.03 0.73
19:L:166:LEU:HA 19:L:170:MET:HB2 1.71 0.73
20:M:295:LYS:HD3 20:M:302:GLN:HE22 1.53 0.73
21:N:585:ARG:HH21 21:N:616:HIS:HA 1.53 0.73
22:0:233:LEU:HD12 22:0:236:HIS:CD2 2.23 0.73
23:P:57:GLU:HA 23:P:60:ALA:HB3 1.70 0.73
23:P:67:ALA:HB1 23:P:72: TRP:CH2 2.24 0.73
24:QQ:275:1LE:HD11 24:QQ:306:TYR:HD2 1.54 0.73
25:R:50:VAL:HA 25:R:53:LYS:HB2 1.71 0.73
25:R:200:LYS:HD?2 25:R:203:ASP:N 2.03 0.73
25:R:413:LYS:HA 25:R:416:LYS:HE2 1.71 0.73
33:7Z:400:ILE:HG21 33:72:422:1LE:HG12 1.69 0.73
33:7:598:ALA:O 33:72:745:LEU:CD1 2.36 0.73
3:h:20:THR:O 3:h:21:SER:OG 2.06 0.73
3:3:172:ASP:HB3 3:3:176:HIS:HE1 1.54 0.73
6:6:5:LEU:HB2 6:6:16:ALA:HB3 1.71 0.73
9:B:160:LYS:HD2 10:C:56:LEU:HA 1.71 0.73
13:F:132:LEU:HB2 13:F:147:PHE:HB3 1.70 0.73
15:H:156:VAL:HG11 20:M:163:PHE:CG 2.24 0.73
17:J:349:LYS:HB3 17:J:386:VAL:HG11 1.70 0.73
25:R:61:PRO:HD3 25:R:102:LEU:HD11 1.70 0.73
25:R:338:TYR:O 25:R:343:GLU:CA 2.37 0.73
26:S:26:ALA:O 26:S:30:GLN:N 2.14 0.73
31:X:127:GLY:O 31:X:131:ASN:N 2.21 0.73
33:7:263:ALA:O 33:7:267: THR:N 2.21 0.73
33:7:851:ALA:O 33:7:855:LEU:N 2.18 0.73
11:d:181:ARG:NH2 12:e:57:PRO:O 2.21 0.73
4:1:50: THR:HA 4:1:56:ALA:H 1.54 0.73
7:7:76: THR:O 7:7:206:SER:N 2.22 0.73
1:8:169:LEU:O 1:8:173:VAL:N 2.21 0.73
9:B:41:ASN:ND2 9:B:184:GLU:OE2 2.22 0.73
10:C:141:ASP:0OD2 10:C:147:GLN:NE2 2.22 0.73
13:F:107:ARG:HA 13:F:110:HIS:CD2 2.23 0.73
16:1:279:LEU:O 16:1:280:ILE:HG22 1.88 0.73
16:1:414:LEU:HB3 16:1:418:ASP:HB2 1.69 0.73
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17:J:167:PRO:HG3 17:J:174:PHE:HE2 1.53 0.73
21:N:420: THR:O 21:N:424:LYS:N 2.21 0.73
23:P:307:GLU:HB2 23:P:310:ARG:HG3 1.70 0.73
23:P:365:LEU:O 23:P:369:LEU:N 2.21 0.73
24:Q:192:ALA:O 24:Q:196:ALA:N 2.16 0.73
24:Q:201:ALA:O 24:Q:205:ALA:N 2.18 0.73
24:QQ:329:GLU:O 24:QQ:333:SER:N 2.21 0.73
25:R:146:ASP:CG 25:R:148:ASP:0OD2 2.32 0.73
25:R:333:MET:CE 25:R:336:LYS:HG2 2.19 0.73
25:R:335:ARG:CZ 25:R:376:GLN:OE1 2.37 0.73
25:R:369:GLY:CA 25:R:372:ILE:CD1 2.66 0.73
25:R:382:ASP:HB3 25:R:387:ILE:HG22 1.71 0.73
30:W:158:ILE:O 30:W:169:SER:OG 2.07 0.73
12:¢:36: THR:OG1 12:e:175:GLY:N 2.17 0.73
12:e:41:ALA:HA 12:¢:46:VAL:HG22 1.71 0.73
4:4:37:PHE:N 4:4:40:GLY:O 2.21 0.73
5:5:8:ASN:OD1 5:5:57:ALA:N 2.18 0.73
9:B:158:PRO:HB2 10:C:58:GLU:HB3 1.71 0.73
10:C:233:GLN:O 10:C:237:ASP:N 2.19 0.73
12:E:36: THR:OG1 12:E:175:GLY:N 2.17 0.73
17:J:392:LYS:HA 17:J:395:GLU:HB3 1.71 0.73
18:K:342:SER:N 18:K:344:ARG:HH22 1.87 0.73
26:S:385:SER:CB 26:S:425:ARG:HH21 2.01 0.73
26:S:420:GLU:HG2 26:S:438:HIS:CE1 2.24 0.73
28:U:141:GLU:H 28:U:153: THR:N 1.85 0.73
33:7:568:LEU:HD23 33:7:599:ILE:CD1 2.19 0.73
33:7:584:VAL:HG13 33:7:585:LEU:N 2.03 0.73
11:d:56:ASP:0OD2 11:d:58:ARG:NH2 2.17 0.73
6:k:172:MET:HE2 6:k:174:-MET:HB2 1.69 0.73
5:5:44:PHE:O 5:5:51:LEU:N 2.16 0.72
6:6:172:MET:HE2 6:6:174:MET:HB2 1.69 0.72
7:7:94:ARG:NH1 7:7:244:ALA:O 2.22 0.72
8:A:39:ASN:O 8:A:58:LYS:NZ 2.19 0.72
10:C:193:ALA:O 10:C:197:LEU:N 2.17 0.72
14:G:151:LEU:HD13 | 14:G:157:TYR:HD2 1.54 0.72
15:H:401:GLY:O 15:H:403:ARG:NH1 2.22 0.72
16:1:213:GLY:HA3 16:1:387:LYS:HE2 1.71 0.72
19:L:187:THR:HA 19:L:190:ILE:HB 1.70 0.72
19:L:251:ILE:O 19:L:252:VAL:HG23 1.89 0.72
21:N:759:ILE:HG22 21:N:903:VAL:HG11 1.70 0.72
21:N:921:ARG:O 21:N:925:ASP:N 2.21 0.72
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23:P:411:LEU:HA 23:P:414:GLU:HB2 1.69 0.72
26:S:390: THR:HG23 | 26:S:393:ARG:HH22 1.54 0.72
28:U:20:ASP:0D2 29:V:100:ARG:NH1 2.22 0.72
30:W:12:ASN:HD22 30:W:79:THR:HB 1.54 0.72
33:7:298:PHE:O 33:7:338:HIS:ND1 2.15 0.72
33:7:391:ASN:OD1 33:7:859:LYS:NZ 2.20 0.72
9:b:41:ASN:ND2 9:b:184:GLU:OE2 2.22 0.72
2:2:151:GLY:O 2:2:159:PHE:N 2.16 0.72
15:H:196: THR:HB 15:H:198:MET:HG2 1.70 0.72
23:P:263:HIS:O 23:P:267:PHE:N 2.20 0.72
23:P:396:PRO:CG 24:Q:356:CYS:O 2.26 0.72
25:R:263:ARG:HH22 25:R:267:LYS:CD 2.00 0.72
25:R:344:SER:N 25:R:345:TYR:HA 2.02 0.72
25:R:380:VAL:HA 26:5:398: THR:HG23 1.65 0.72
26:S:482:PRO:HG3 28:U:295:LYS:HE3 1.71 0.72
29:V:123:VAL:O 29:V:127:LYS:N 2.18 0.72
29:V:261:LEU:O 29:V:265:GLU:N 2.22 0.72
30:W:125:LEU:HD13 | 30:W:153:LEU:HB3 1.71 0.72
33:7:761:PHE:HE2 33:7:783:VAL:CB 2.01 0.72
10:c:12:ILE:HA 11:d:19:GLN:HE22 1.54 0.72
7:1:94:ARG:NH1 7:1:244:ALA:O 2.22 0.72
4:4:48:ARG:NH1 4:4:196:LEU:O 2.23 0.72
1:8:114:HIS:O 1:8:118:GLY:N 2.21 0.72
16:1:337:LEU:O 16:1:341:ASP:N 2.20 0.72
17:J:26:LYS:HE2 21:N:106:ILE:HG21 1.71 0.72
18:K:253:MET:HB3 18:K:257:VAL:HG23 1.71 0.72
19:L:258:GLU:HB3 19:L:261:ARG:NH2 2.03 0.72
21:N:308:ASN:CG 21:N:873:ARG:HH22 1.97 0.72
21:N:573:HIS:HA 21:N:576:VAL:HB 1.69 0.72
23:P:107:SER:O 23:P:108:LYS:HG3 1.88 0.72
24:Q:239:PHE:HB3 24:Q:265:MET:HB2 1.70 0.72
10:¢:141:ASP:OD2 10:¢:147:GLN:NE2 2.22 0.72
5:j:45:HIS:HA 5:j:50:PHE:HA 1.72 0.72
2:2:50:ASP:0OD1 2:2:51:ASN:N 2.22 0.72
3:3:38:ARG:CZ 3:3:189:GLY:HA3 2.20 0.72
1:8:46: THR:HG22 1:8:59:GLU:H 1.55 0.72
2:9:58:ASP:0OD1 2:9:74:ARG:NH2 2.22 0.72
13:F:90:GLN:O 13:F:94:TYR:N 2.17 0.72
15:H:95:HIS:HB3 15:H:190:ARG:O 1.89 0.72
20:M:312:LEU:HD21 | 20:M:323:VAL:HG21 1.71 0.72
21:N:775:CYS:HB2 21:N:882:ILE:HA 1.72 0.72
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24:Q:220:LEU:HD13 | 24:QQ:261:VAL:HG22 1.71 0.72
25:R:331:ARG:HH21 32:Y:71:ASP:HB2 1.54 0.72
28:U:38:LEU:N 28:U:50:ASN:O 2.21 0.72
7:1:76: THR:O 7:1:206:SER:N 2.22 0.72
1:1:29:GLY:C 1:1:74:ASN:HD21 1.93 0.72
8:A:48:LYS:HA 8:A:193:HIS:CE1 2.25 0.72
14:G:22:PHE:O 14:G:26:TYR:N 2.19 0.72
18:K:342:SER:N 18:K:344:ARG:HH12 1.87 0.72
19:L:244:ILE:N 19:L:277:1ILE:O 2.23 0.72
21:N:710:GLY:O 21:N:712:ASN:ND2 2.22 0.72
22:0:140:LYS:HA 22:0:181:PHE:CE2 2.20 0.72
23:P:341:LEU:HA 23:P:344:ARG:HB3 1.70 0.72
23:P:350:LEU:O 23:P:354:SER:N 2.20 0.72
23:P:432:LEU:O 23:P:436:GLU:N 2.22 0.72
25:R:99:TYR:O 25:R:103:CYS:N 2.18 0.72
26:S:338:MET:HA 26:S:339:GLN:C 2.15 0.72
33:7:741:LEU:HB2 33:Z:771:HIS:NE2 2.04 0.72
8:a:19:PHE:N 9:b:20:GLN:OE1 2.22 0.72
8:2:48:LYS:HA 8:a:193:HIS:CE1 2.25 0.72
10:¢:193:ALA:O 10:¢:197:LEU:N 2.17 0.72
13:£:107:ARG:HA 13:£:110:HIS:CD2 2.23 0.72
14:¢:151:LEU:HD13 14:g:157:'TYR:HD2 1.53 0.72
6:k:5:LEU:HB2 6:k:16:ALA:HB3 1.71 0.72
2:2:42:THR:O 2:2:74:ARG:NH1 2.23 0.72
18:K:252:ARG:HG3 | 18:K:255:ARG:HH21 1.54 0.72
21:N:163:LEU:HA 21:N:166:ILE:HB 1.72 0.72
21:N:181:GLU:O 21:N:185:ILE:N 2.19 0.72
21:N:668: THR:O 21:N:783:SER:0G 2.07 0.72
22:0:56:PRO:HD2 22:0:86:LEU:HD21 1.71 0.72
23:P:395:ARG:HH12 24:Q:365:1LE:N 1.87 0.72
24:Q:124:PHE:HA 24:Q:127:ARG:HG2 1.70 0.72
26:S:389:LYS:HA 26:S:392:ILE:HD12 1.72 0.72
31:X:22:ARG:HH22 31:X:78:ILE:HD12 1.54 0.72
8:a:69:VAL:HA 14:g:158: TRP:CZ3 2.25 0.72
2:9:50:ASP:0OD1 2:9:51:ASN:N 2.22 0.72
16:1:286:ASP:O 16:1:290:LEU:N 2.15 0.72
17:J:390:MET:HA 17:J:393:ASN:HB2 1.71 0.72
18:K:51:LEU:O 18:K:55:GLU:N 2.23 0.72
19:L:406:ASP:O 19:L:407:ARG:NH1 2.20 0.72
24:QQ:269:LYS:O 24:QQ:273:ASN:N 2.23 0.72
27:T:219:LYS:O 27:1T:223:GLU:N 2.16 0.72
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Atom-1 Atom-2 distance (A) overlap (A)
31:X:104:LYS:HG3 31:X:116:ALA:HB1 1.71 0.72
8:a:91:ARG:NH1 14:g: 157 TYR:H 1.88 0.72
13:£:13:PHE:HB3 13:f:17:GLY:HA2 1.70 0.72
2:2:44:VAL:N 2:2:177:THR:0OG1 2.18 0.72
6:6:62:ALA:O 11:D:94:GLN:NE2 2.23 0.72
11:D:96:HIS:ND1 11:D:102:ASP:O 2.22 0.72
16:1:136:LEU:N 16:1:172:CYS:O 2.21 0.72
16:1:159:ILE:H 16:1:165:LYS:HZ2 1.36 0.72
16:1:242:PRO:HG2 16:1:346:ARG:HA 1.70 0.72
19:L:251:ILE:C 19:L:252:VAL:HG23 2.14 0.72
20:M:166:ARG:HB3 20:M:168:LYS:HD2 1.71 0.72
20:M:275:PRO:HA 20:M:320:ARG:HA 1.72 0.72
22:0:179:PHE:HB3 22:0:188:PHE:HB2 1.71 0.72
25:R:148:ASP:0O 25:R:151:GLU:N 2.22 0.72
33:7:758:LEU:HD23 33:7Z:758:LEU:C 2.15 0.72
33:7:766:HIS:O 33:72:773:ARG:NH2 2.23 0.72
8:a:48:LYS:HD3 8:a4:197:GLU:HG3 1.70 0.72
13:f:168:ALA:O 13:£:172:LEU:N 2.16 0.72
2:9:42:THR:O 2:9:74:ARG:NH1 2.23 0.72
2:9:44:VAL:H 2:9:177:THR:HG1 1.38 0.72
9:B:33:THR:OG1 9:B:167:GLY:N 2.20 0.72
15:H:95:HIS:HE1 16:1:140:ILE:HG13 1.53 0.72
15:H:387:ASN:O 15:H:391:ILE:N 2.17 0.72
17:J:188: TYR:N 17:J:316:PHE:H 1.86 0.72
19:L:132:ARG:HG3 29:V:45:VAL:HG12 1.71 0.72
19:L:365: THR:HB 19:L:370:LYS:HZ2 1.55 0.72
21:N:61:ALA:HA 21:N:64:1LE:HB 1.72 0.72
21:N:778:LYS:HD3 21:N:860:LYS:HG2 1.71 0.72
22:0:4:ASN:O 22:0:8:ASP:N 2.23 0.72
22:0:263:PHE:O 22:0:267:ASP:N 2.21 0.72
23:P:125:VAL:O 23:P:136:ARG:HA 1.90 0.72
24:Q:392:GLN:CB 25:R:352:SER:OG 2.37 0.72
25:R:140:TYR:O 25:R:144:1ILE:N 2.15 0.72
25:R:382:ASP:CG 26:S:402:ILE:CD1 2.62 0.72
26:S:252:ASP:0O 26:S:255:SER:OG 2.05 0.72
33:7:361:HIS:O 33:7:364:ASN:HB2 1.90 0.72
13:£:2:PHE:O 13:£:6: TYR:N 2.18 0.72
1:1:114:HIS:O 1:1:118:GLY:N 2.21 0.72
1:1:132:GLY:HA2 1:1:226:VAL:HG11 1.72 0.72
3:3:122:ASP:0D2 3:3:125:ASN:N 2.22 0.72
1:8:237:GLU:OE2 2:9:194:ARG:NH1 2.23 0.72
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Atom-1 Atom-2 distance (A) overlap (A)
8:A:177:GLU:N 8:A:177:GLU:OE1 2.23 0.72
16:1:427:GLY:HA3 17:J:177:LEU:HD21 1.72 0.72
18:K:242:PHE:HE2 18:K:254:VAL:HG22 1.45 0.72
22:0:1:MET:N 22:0:35:GLU:C 2.40 0.72
24:Q:387:'TYR:HB3 24:Q:397:LEU:CD2 2.20 0.72
28:U:285:ILE:HA 28:U:288:PHE:CD2 2.25 0.72
31:X:34:GLU:HB2 31:X:49:GLU:HB3 1.70 0.72
33:7:601:VAL:CG1 33:7:746:1LE:CD1 2.68 0.72
8:a:186:PHE:O 8:a:190:LYS:N 2.22 0.72
10:¢:39:MET:HA 10:c:44:ILE:HG12 1.72 0.72
13:f:213:ILE:O 13:£:225:TYR:N 2.22 0.72
3:h:38:ARG:NH1 3:h:186:GLY:O 2.20 0.72
3:h:38:ARG:CZ 3:h:189:GLY:HA3 2.20 0.72
3:3:191:VAL:HG12 3:3:209:PRO:HD3 1.72 0.71
10:C:39:MET:HA 10:C:44:1LE:HG12 1.72 0.71
17:J:170:HIS:ND1 17:J:173:LEU:HG 2.06 0.71
21:N:18:ASP:HB3 21:N:55:PHE:HD1 1.55 0.71
21:N:75:TYR:O 21:N:79:VAL:N 2.19 0.71
21:N:761:ILE:HB 21:N:904:VAL:HA 1.70 0.71
22:0:1:MET:HA 22:0:35:GLU:O 1.89 0.71
22:0:130:ASP:0O 22:0:134:ALA:CB 2.38 0.71
22:0:298:GLU:HB2 22:0:356:ARG:HG3 1.70 0.71
24:Q:423:VAL:HB 25:R:413:LYS:HZ1 1.52 0.71
25:R:264: THR:O 25:R:268:SER:N 2.21 0.71
26:S:234:ILE:O 26:S:238:LEU:N 2.17 0.71
27:T:39:LEU:HD22 27:T:55:LEU:HB2 1.71 0.71
10:¢:16:GLU:HB3 11:d:29:ARG:HH22 1.55 0.71
2:2:204:GLN:CD 2:2:204:GLN:H 1.98 0.71
3:3:166:SER:HG 3:3:169:GLU:H 1.36 0.71
11:D:12:SER:OG 11:D:14:ASP:OD1 2.08 0.71
15:H:202:GLU:HG3 15:H:270: THR:HA 1.70 0.71
15:H:395:SER:C 16:1:238:-MET:CB 2.63 0.71
16:1:281:GLN:C 16:1:283:TYR:H 1.99 0.71
18:K:126:LEU:HD22 18:K:130:LEU:HB3 1.72 0.71
18:K:188:VAL:HG13 18:K:313:LYS:HG3 1.70 0.71
18:K:303:-MET:HE2 18:K:333:ARG:HB3 1.72 0.71
19:L:221:TYR:HE2 19:1:346:LYS:HG2 1.52 0.71
21:N:361:ASN:HB3 21:N:399:PHE:CD2 2.24 0.71
21:N:612:SER:O 21:N:618:ARG:NE 2.23 0.71
23:P:94:GLN:HA 23:P:97.ILE:HB 1.72 0.71
23:P:157:ALA:O 23:P:161:CYS:N 2.22 0.71
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23:P:177:ILE:HB 23:P:203:ILE:HD11 1.71 0.71
23:P:390:TYR:CE2 23:P:405:PRO:HD3 2.25 0.71
24:Q:40:ALA:HA 24:Q:46:VAL:HA 1.72 0.71
26:5:302:HIS:O 26:5:306:SER:OG 2.06 0.71
30:W:131:THR:HA 30:W:134:LYS:HD2 1.72 0.71
33:7:416:THR:0OG1 33:7:446:GLU:O 2.08 0.71
33:7:430:LEU:HD12 33:7:467:VAL:CB 2.20 0.71
13:£:117:GLN:O 13:£:120: THR:OG1 2.08 0.71
14:g:44:ASP:HB2 14:¢:221:LEU:HB3 1.72 0.71
3:h:166:SER:HG 3:h:169:GLU:H 1.38 0.71
2:2:135:GLN:HB3 2:2:139:LYS:NZ 2.06 0.71
7:7:189:'TYR:N 7:7:197.LEU:O 2.19 0.71
2:9:42: THR:HG22 2:9:74:ARG:HH21 1.53 0.71
10:C:97:ASN:O 10:C:101: THR:N 2.23 0.71
19:L:218:VAL:HG12 19:L:345:ARG:HB3 1.71 0.71
22:0:93:ASP:HB3 22:0:97:LYS:HE3 1.71 0.71
22:0:102:LEU:CD2 22:0:132:GLU:OE2 2.33 0.71
22:0:330:ARG:HG3 22:0:334:.LEU:HG 1.72 0.71
23:P:144:VAL:O 23:P:148:LYS:N 2.19 0.71
23:P:178:GLN:O 23:P:181:LEU:HB3 1.90 0.71
23:P:217:LYS:0O 23:P:221:TYR:N 2.17 0.71
24:QQ:24:GLU:O 24:QQ:28:LEU:N 2.23 0.71
24:Q:353:PRO:HB3 | 24:Q:357:VAL:HG11 1.71 0.71
24:Q:358:GLU:HG2 24:QQ:360:SER:N 2.03 0.71
28:U:76:MET:HB2 29:V:94:MET:HE1 1.73 0.71
33:7:404:ASP:HB3 33:7:408:TYR:HE?2 1.56 0.71
33:7:445:PRO:HB3 33:7:485:1LE:HG13 1.71 0.71
33:7:965:LEU:HA 33:7:978:GLU:HB3 1.72 0.71
11:d:96:HIS:ND1 11:d:102:ASP:O 2.22 0.71
3:h:20: THR:HA 3:h:36:ASP:0D2 1.89 0.71
7:1:189:TYR:N 7:1:197:LEU:O 2.19 0.71
18:K:74:HIS:HB2 21:N:576:VAL:HG22 1.72 0.71
18:K:363:ALA:HB2 18:K:401:VAL:HB 1.71 0.71
20:M:192:GLU:O 20:M:196:ALA:N 2.21 0.71
21:N:157:ALA:O 21:N:161:TYR:N 2.24 0.71
21:N:529:GLN:HA 21:N:558:ALA:HB1 1.72 0.71
22:0:140:LYS:CA 22:0:181:PHE:CE2 2.73 0.71
22:0:357:ILE:HG22 22:0:358:ILE:N 1.99 0.71
23:P:141:LYS:O 23:P:145:GLU:N 2.16 0.71
26:S:241:PHE:O 26:5:245:GLY:N 2.22 0.71
33:7:324:GLU:HA 33:7:327:GLN:HB3 1.72 0.71
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33:7:602:LEU:CD2 33:7:882:LEU:HD22 2.18 0.71
33:7:968:ASP:0OD1 33:7:976:HIS:NE2 2.20 0.71
2:9:204:GLN:CD 2:9:204:GLN:H 1.99 0.71
11:D:118:GLN:NE2 12:E:84:ASP:0OD1 2.23 0.71
15:H:208: TYR:CD2 15:H:211:VAL:HB 2.26 0.71
15:H:367:ARG:HH21 | 15:H:370:ARG:HD2 1.55 0.71
21:N:404:SER:O 21:N:408:LEU:N 2.23 0.71
21:N:512:ASN:OD1 21:N:515:ARG:NH1 2.23 0.71
21:N:525:ASN:HA 21:N:528:ARG:HD3 1.73 0.71
21:N:877:GLN:O 21:N:880:ARG:N 2.23 0.71
22:0:30:GLU:O 22:0:34:GLU:N 2.23 0.71
22:0:185:PHE:HB3 22:0:220:SER:HB2 1.71 0.71
24:QQ:57:SER:O 24:Q:61:LEU:N 2.22 0.71
24:Q:401:GLU:CG 25:R:392:ARG:HH12 2.03 0.71
26:S:273:PHE:HA 26:S:276:LEU:HB3 1.72 0.71
10:¢:100:LYS:HG3 5:j:65:GLU:HB3 1.72 0.71
11:d:141:ARG:HH21 7:1:182:LYS:HD2 1.54 0.71
3:h:172:ASP:HB3 3:h:176:HIS:HE1 1.54 0.71
3:h:191:VAL:HG12 3:h:209:PRO:HD3 1.73 0.71
4:1:48:ARG:NH1 4:1:196:LEU:O 2.23 0.71
5:j:11:ILE:HD13 5:j:142:ALA:HB3 1.72 0.71
8:A:89:ASP:HA 14:G:121:GLN:HE22 1.54 0.71
10:C:70:ASN:N 10:C:73:1ILE:O 2.21 0.71
13:F:2:PHE:O 13:F:6:TYR:N 2.18 0.71
15:H:25:LYS:O 33:7:287:ARG:NH2 2.24 0.71
18:K:255:ARG:CB 18:K:302: GLN:HE22 2.02 0.71
19:L:290:ARG:HD2 19:1:298:ASP:HB3 1.73 0.71
20:M:230:LEU:O 20:M:234:ALA:N 2.19 0.71
21:N:96:GLN:O 21:N:100: THR:N 2.20 0.71
21:N:113:ALA:O 21:N:117:TYR:N 2.21 0.71
21:N:314:LEU:HG 21:N:318:LYS:HE2 1.73 0.71
21:N:399:PHE:O 21:N:403:GLY:N 2.23 0.71
24:Q:363:SER:OG 24:Q:369:ASP:O 2.07 0.71
24:Q:387:TYR:HB3 | 24:QQ:397:LEU:HD23 1.72 0.71
24:QQ:390:LEU:CA 24:Q:397:LEU:HD12 2.21 0.71
27:T:85:LEU:HG 27:T:89: TYR:HB2 1.71 0.71
30:W:6:THR:HB 30:W:49:VAL:HG22 1.72 0.71
33:7Z:487:SER:HA 33:7:522: THR:HG21 1.72 0.71
33:7:834:LEU:HA 33:7:837: TYR:HB2 1.72 0.71
1:1:183: THR:HG21 1:1:187:VAL:HB 1.72 0.71
5:5:203:ARG:NH2 7:1:248:GLY:O 2.23 0.71
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6:6:49:GLU:HB2 6:6:99:GLN:HB2 1.73 0.71
1:8:48:ASN:OD1 1:8:55:ASN:ND2 2.24 0.71
16:1:306: VAL:N 16:1:350:LYS:O 2.22 0.71
17:J:85:LEU:HD12 17:J:95:ILE:HD12 1.73 0.71
17:J:166:LEU:HD11 17:J:173:LEU:HD12 1.73 0.71
20:M:355:ASP:0O 20:M:359:GLN:N 2.24 0.71
21:N:116:GLN:HB3 21:N:123:PHE:HB2 1.72 0.71
21:N:236:GLY:O 21:N:240:GLN:N 2.15 0.71
21:N:308:ASN:HD22 | 21:N:712:ASN:HD21 1.37 0.71
21:N:693:GLY:O 21:N:697:PHE:HB2 1.90 0.71
22:0:355:PRO:O 22:0:356:ARG:HG2 1.91 0.71
26:S:211:ARG:HH21 26:S:240:ASP:HB3 1.55 0.71
33:7:880:SER:OG 33:7:903:MET:O 2.07 0.71
6:k:2:ASP:CG 6:k:34:LYS:HE2 2.15 0.71
1:1:46: THR:HG22 1:1:59:GLU:H 1.55 0.71
1:8:183: THR:HG21 1:8:187:VAL:HB 1.72 0.71
17:J:87:LYS:HE3 17:J:92:GLY:HA2 1.73 0.71
19:L:296:SER:OG 19:1:298:ASP:0OD1 2.06 0.71
24:QQ:405:GLN:HB2 25:R:395:ASN:CA 2.18 0.71
24:Q:415:LEU:HD21 29:V:258:GLU:O 1.90 0.71
25:R:215:GLY:C 25:R:223:ASN:HD21 1.99 0.71
25:R:369:GLY:C 25:R:372:ILE:HD12 2.15 0.71
25:R:382:ASP:0OD1 25:R:383:ARG:N 2.24 0.71
26:S:409:LEU:O 26:S:413:LEU:N 2.24 0.71
27:T:250:MET:HA 27:T:252:GLU:H 1.52 0.71
28:U:202:SER:O 28:U:206:ASP:N 2.18 0.71
29:V:92:MET:O 29:V:96:LYS:N 2.14 0.71
30:W:51:LEU:HB3 30:W:63:SER:HB3 1.71 0.71
33:7:605:SER:CB 33:7Z:878:LEU:HD11 2.20 0.71
33:7:793:PHE:CE2 33:Z:827:LEU:HA 2.26 0.71
11:d:18:PHE:O 11:d:22:TYR:N 2.21 0.71
14:¢:218: TRP:CZ3 14:¢:223:GLU:HB2 2.26 0.71
7:1:155:SER:OG 7:1:196:ARG:NH2 2.23 0.71
1:1:23:PRO:O 2:2:137:ARG:NH1 2.23 0.71
2:9:151:GLY:O 2:9:159:PHE:N 2.17 0.71
16:1:195:VAL:HG12 16:1:293:GLN:HB3 1.72 0.71
19:L:81:ILE:HD11 20:M:18:LEU:HD13 1.72 0.71
19:1:149:ASP:OD2 19:L:152: THR:N 2.24 0.71
19:1:380:VAL:HA 19:L:383:SER:HB2 1.71 0.71
22:0:168: THR:HA 22:0:171:PHE:HB3 1.71 0.71
23:P:118:VAL:O 23:P:121:THR:0OG1 2.09 0.71
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24:Q:6:SER:O 24:Q:10:GLU:N 2.18 0.71
24:QQ:405:GLN:CG 25:R:395:ASN:HB3 2.20 0.71
25:R:400: TYR:O 25:R:401:HIS:C 2.34 0.71
27:T:257: THR:O 27:T:261:GLU:N 2.15 0.71
9:b:98:LYS:O 9:b:102:GLY:N 2.20 0.71
14:g:234:ASP:O 14:¢:238:GLU:N 2.17 0.71
3:h:25:VAL:HG22 3:h:143:TYR:HB2 1.72 0.71
7:7:155:SER:OG 7:7:196:ARG:NH2 2.23 0.71
1:8:208: THR:OG1 4:1:225:ARG:NH2 2.23 0.71
2:9:44:VAL:N 2:9:177:THR:0OG1 2.18 0.71
2:9:194:ARG:N 2:9:197:ASP:0D2 2.18 0.71
16:1:258:LEU:HD11 16:1:420:GLN:HE22 1.54 0.71
17:J:182:PRO:O 17:J:289:LYS:NZ 2.24 0.71
23:P:311:TRP:NE1 23:P:342:GLN:OE1 2.24 0.71
25:R:304:TYR:HA 25:R:307:TYR:CD2 2.26 0.71
8:a:40:ILE:HG23 8:a:56:GLN:HB2 1.73 0.71
6:k:157:GLY:O 6:k:161:LEU:N 2.19 0.71
1:1:134:ASP:OD1 1:1:138:LYS:N 2.24 0.70
5:5:11:ILE:HD13 5:5:142:ALA:HB3 1.72 0.70
9:B:118:MET:HE2 9:B:152:PRO:HA 1.73 0.70
16:1:310:GLU:N 16:1:354:ALA:O 2.22 0.70
25:R:382:ASP:CB 26:5:399: TYR:HB2 2.20 0.70
26:S:385:SER:CB 26:S:425:ARG:NH2 2.54 0.70
28:U:57:GLU:OE2 30:W:96:LEU:HD22 1.90 0.70
33:7:269:TYR:HE1 33:2:277:GLU:HG2 1.52 0.70
33:7:364:ASN:ND2 33:7:954:PRO:HD2 2.05 0.70
6:k:37:GLN:O 6:k:61:GLN:NE2 2.24 0.70
2:2:44:VAL:H 2:2:177: THR:HG1 1.38 0.70
8:A:40:ILE:HG23 8:A:56:GLN:HB2 1.73 0.70
14:G:44:ASP:HB2 14:G:221:LEU:HB3 1.72 0.70
16:1:281:GLN:HG2 17:J:224:GLY:N 2.06 0.70
16:1:286:ASP:HB2 17:J:223:ILE:HB 1.72 0.70
19:L:301:ILE:O 19:L:305:LEU:N 2.20 0.70
24:QQ:236:PHE:O 24:QQ:240:PHE:N 2.19 0.70
25:R:191:LEU:HD11 25:R:210: TYR:HA 1.73 0.70
25:R:302:ALA:O 25:R:305:PHE:N 2.24 0.70
26:S:472:HIS:HB2 28:U:288:PHE:CE1 2.27 0.70
29:V:121:VAL:O 29:V:125:THR:N 2.17 0.70
33:7:563:VAL:HG11 33:7:594:PRO:CB 2.20 0.70
13:£:13:PHE:H 14:¢:23:GLN:HE22 1.40 0.70
4:1:37:PHE:N 4:1:40:GLY:O 2.21 0.70
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5:3:17:GLY:HA3 5:3:163:LEU:HD22 1.73 0.70
7:7:248:GLY:O 5:j:203:ARG:NH2 2.23 0.70
2:9:135:GLN:HB3 2:9:139:LYS:NZ 2.05 0.70
11:D:75:PHE:HA 11:D:133:THR:HA 1.73 0.70
13:F:40:SER:OG 13:F:43:HIS:N 2.22 0.70
13:F:117:GLN:NE2 13:F:120: THR:OG1 2.24 0.70
13:F:213:ILE:O 13:F:225:TYR:N 2.22 0.70
14:G:126:TYR:O 14:G:129:VAL:HG23 1.91 0.70
18:K:281:ARG:HE 18:K:285:GLN:H 1.39 0.70
19:L:387:ASN:OD1 19:1:390:ASP:N 2.23 0.70
21:N:69:TYR:HB2 21:N:78:ALA:HB2 1.72 0.70
22:0:382:LYS:HG2 22:0:383:LYS:HG3 1.72 0.70
23:P:238:ALA:HB1 23:P:264:1LE:HG23 1.72 0.70
24:QQ:65:TYR:CE2 24:Q:74:LEU:HD13 2.26 0.70
25:R:77:SER:HB3 25:R:90:GLU:HA 1.71 0.70
26:S:273:PHE:O 26:S:277:SER:N 2.23 0.70
26:S:385:SER:OG 26:S:425:ARG:NH2 2.24 0.70
27:T:186:ARG:HB3 27:T:209:LEU:HD22 1.73 0.70
30:W:56:GLY:H 30:W:83:GLY:HA3 1.55 0.70
32:Y:83:ARG:NH1 32:Y:87:GLU:OE2 2.24 0.70
9:b:119:GLN:NE2 10:¢:83:ASP:HA 2.07 0.70
13:£:90: GLN:O 13:£:94:-TYR:N 2.17 0.70
3:h:122:ASP:0D2 3:h:125:ASN:N 2.22 0.70
3:3:89:TYR:HE2 14:G:115:ARG:HH21 1.37 0.70
5:5:45:HIS:HA 5:5:50:PHE:HA 1.72 0.70
8:A:76:SER:OG 8:A:79:ILE:N 2.17 0.70
8:A:236:LEU:HB3 8:A:240:ASN:HB2 1.72 0.70
9:B:185:LEU:O 9:B:189:ILE:N 2.17 0.70
12:E:159:GLU:OE1 12:E:163:THR:OG1 2.09 0.70
14:G:218:TRP:CZ3 14:G:223:GLU:HB2 2.26 0.70
15:H:96:PRO:HB3 15:H:192:ASP:C 2.11 0.70
17:J:71:TYR:HB2 17:J:115:LEU:HB3 1.73 0.70
20:M:177:-THR:HA 20:M:237:ALA:HB2 1.73 0.70
20:M:292:ASP:0OD2 20:M:294:GLU:HB2 1.91 0.70
21:N:223:LEU:HD22 21:N:897:LYS:HE2 1.72 0.70
24:QQ:405:GLN:CD 25:R:395:ASN:HB3 2.16 0.70
25:R:120:LEU:HD13 25:R:130:GLN:HA 1.73 0.70
25:R:415:GLN:O 25:R:419:ALA:N 2.24 0.70
29:V:91:MET:O 29:V:95:LEU:N 2.20 0.70
29:V:118:LEU:HD21 | 29:V:140:VAL:HG22 1.71 0.70
1:1:185:GLY:HA3 4:4:240:ALA:HB2 1.73 0.70
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Atom-1 Atom-2 distance (A) overlap (A)
2:2:58:ASP:0OD1 2:2:74:ARG:NH2 2.22 0.70
2:2:94:GLN:NE2 3:h:138:VAL:H 1.89 0.70
2:2:226:ARG:NH1 3:3:213:GLU:OE1 2.21 0.70
11:D:12:SER:OG 11:D:16:HIS:N 2.24 0.70
15:H:44:PRO:HA 33:7:622:HIS:CG 2.26 0.70
15:H:292:ARG:CZ 20:M:250:GLN:HE21 2.04 0.70
17:J:75:VAL:HA 17:J:86:VAL:HG22 1.71 0.70
17:J:127:GLU:CB 17:J:129:LYS:HZ2 2.03 0.70
20:M:145:LEU:HD12 20:M:161:SER:HA 1.73 0.70
22:0:9:THR:O 22:0:13:THR:CB 2.40 0.70
23:P:254:GLU:HA 23:P:257 TRP:HE3 1.56 0.70
25:R:335:ARG:NH2 25:R:374:ASN:CG 2.49 0.70
25:R:338:TYR:O 25:R:343:GLU:C 2.34 0.70
25:R:380:VAL:O 25:R:389:GLU:N 2.25 0.70
26:S:330:LEU:HA 26:5:333:PHE:HB2 1.73 0.70
33:7Z:585:LEU:CG 33:7:603:VAL:CG2 2.68 0.70
8:a4:200:GLU:OE1 8:a4:200:GLU:N 2.15 0.70
13:£:117:GLN:NE2 13:f:120: THR:O0G1 2.24 0.70
3:h:113:THR:HG23 3:h:134:LEU:HD21 1.74 0.70
5:j:43:ILE:HA 5:3:52:GLY:HA2 1.74 0.70
11:D:72:VAL:HG13 11:D:221:ILE:HD13 1.73 0.70
19:1:179: THR:0G1 19:L:181:ASP:OD1 2.10 0.70
19:1:249:SER:HB3 20:M:257:GLY:HA3 1.72 0.70
19:1:420:ARG:O 19:L:424:GLU:N 2.24 0.70
22:0:125:GLY:O 22:0:129:ILE:HG12 1.91 0.70
24:Q:65:TYR:O 24:Q:69:GLY:N 2.25 0.70
24:QQ:281:1LE:O 24:QQ:287:THR:OG1 2.05 0.70
25:R:41:GLU:HA 25:R:44:1LYS:HB3 1.74 0.70
26:S:343:LEU:O 26:S:347:HIS:N 2.20 0.70
27:T:260:ILE:O 27:T:264:MET:N 2.18 0.70
29:V:136:ALA:H 29:V:157:ARG:HD3 1.55 0.70
29:V:209:GLU:O 29:V:213:LEU:N 2.20 0.70
33:7:844:ALA:O 33:7:848: THR:N 2.18 0.70
11:d:216:LYS:N 11:d:220:ASP:O 2.24 0.70
14:¢:241:ASP:HA 14:g:244:GLN:HB2 1.73 0.70
6:6:2:ASP:CG 6:6:34:LYS:HE2 2.15 0.70
6:6:37:GLN:O 6:6:61:GLN:NE2 2.24 0.70
1:8:37:GLU:O 1:8:138:LYS:HA 1.92 0.70
1:8:132:GLY:HA2 1:8:226:VAL:HG11 1.72 0.70
8:A:186:PHE:O 8:A:190:LYS:N 2.21 0.70
11:D:56:ASP:0OD2 11:D:58:ARG:NH2 2.17 0.70
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13:F:117:GLN:O 13:F:120: THR:OG1 2.09 0.70
16:1:248:LEU:N 16:1:353:MET:O 2.21 0.70
17:J:250:ILE:HG12 17:J:292:MET:HE1 1.73 0.70
17:J:251:ASP:HB3 17:J:293:ALA:O 1.91 0.70
19:L:111:GLU:HG3 19:L:117:TYR:HE1 1.56 0.70
22:0:14:LEU:C 22:0:16:MET:O 2.34 0.70
24:QQ:60:GLU:O 24:QQ:64:LEU:N 2.22 0.70
24:Q:314:PHE:CE2 24:Q:339:TYR:HB2 2.27 0.70
25:R:410:LEU:C 25:R:414:LEU:HG 2.17 0.70
26:S:438:HIS:HE2 27:T:197:TYR:HH 1.34 0.70
29:V:38:LEU:O 29:V:42:ARG:N 2.23 0.70
33:7:131:LYS:HA 33:7:135:LEU:HB2 1.73 0.70
33:7Z:780:MET:HE2 33:7:789:GLN:H 1.57 0.70
10:¢:49:GLU:HA 10:¢c:211:LEU:HD23 1.73 0.70
3:h:122:ASP:HB3 3:h:125:ASN:HB2 1.74 0.70
2:2:232:ILE:HB 2:2:240: THR:HB 1.73 0.70
4:4:228:LYS:NZ 5:5:154:TYR:O 2.24 0.70
15:H:309:ASP:HA 15:H:354:ALA:HB3 1.74 0.70
19:L:338:LEU:HA 19:L:343:LEU:HD12 1.72 0.70
21:N:246:LYS:NZ 21:N:281:GLY:O 2.23 0.70
24:Q:253:ASN:HD21 24:QQ:258:ALA:H 1.38 0.70
25:R:354:ALA:HB1 25:R:361:VAL:HA 1.73 0.70
26:S:425:ARG:HD2 27:T:156:SER:OG 1.92 0.70
26:S:475: TYR:HE2 28:U:288:PHE:HA 1.56 0.70
10:¢:15:PRO:HA 11:d:22:TYR:CE1 2.25 0.70
11:d:12:SER:OG 11:d:16:HIS:N 2.24 0.70
4:1:38:ASN:OD1 4:1:39:ASN:N 2.24 0.70
6:k:49:GLU:HB2 6:k:99:GLN:HB2 1.73 0.70
5:5:17:GLY:HA3 5:5:163:LEU:HD22 1.73 0.70
6:6:109:LYS:NZ 6:6:186:LYS:O 2.25 0.70
2:9:226:ARG:HD3 2:9:246:GLN:HE21 1.57 0.70
17:J:34:ILE:HG23 17:J:37:LYS:HD2 1.74 0.70
18:K:156:SER:HB3 19:L:126:ARG:HE 1.56 0.70
19:1:165:PRO:HB2 19:1:169:ASN:H 1.56 0.70
19:1:216:LYS:HE2 19:L:341:GLY:HA2 1.73 0.70
19:L:251:1ILE:HG23 19:1:262:ILE:HG21 1.74 0.70
21:N:68:VAL:O 21:N:72:LEU:N 2.25 0.70
22:0:102:.LEU:HD21 | 22:0:128:LEU:HD11 1.72 0.70
24:Q:394:ASN:HB3 24:Q:396: TRP:NE1 2.07 0.70
33:7:214:HIS:C 33:7:216:GLY:H 2.00 0.70
8:a:76:SER:OG 8:a:79:ILE:N 2.17 0.70
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Atom-1 Atom-2 distance (A) overlap (A)
11:d:72:VAL:HG13 11:d:221:.1ILE:HD13 1.73 0.70
2:2:226:ARG:HD3 2:2:246:GLN:HE21 1.57 0.70
11:D:195:THR:O 11:D:198:SER:OG 2.06 0.70
15:H:70:LYS:HA 15:H:73:ASP:HB2 1.72 0.70
15:H:207: THR:OG1 15:H:265:ASN:ND2 2.25 0.70
16:1:123:LEU:HA 16:1:126:ILE:HD12 1.72 0.70
16:1:281:GLN:HG3 17:J:224:GLY:H 1.56 0.70
18:K:157:SER:HA 18:K:159:SER:N 2.06 0.70
18:K:298:GLU:OE2 18:K:302: GLN:NE2 2.24 0.70
19:L:81:ILE:HG23 20:M:22:ILE:HD11 1.74 0.70
21:N:70:TYR:OH 26:S:219:LYS:0O 2.08 0.70
21:N:778:LYS:N 21:N:860:LYS:O 2.25 0.70
21:N:779:GLU:HG2 21:N:866:TYR:CE1 2.27 0.70
22:0:41:LEU:HD22 22:0:82:LEU:HD21 1.73 0.70
23:P:395:ARG:CZ 24:Q:365:1ILE:HG12 2.22 0.70
25:R:259:PHE:O 25:R:333:-MET:HE3 1.91 0.70
25:R:350:LEU:HD21 25:R:365:ASP:0OD2 1.91 0.70
26:S:12:SER:O 26:S:16:ASN:N 2.24 0.70
27:T:86:LYS:0O 27:T:90:PHE:N 2.24 0.70
33:7:364:ASN:HB3 33:7:954:PRO:HG3 1.74 0.70
33:7:584:VAL:HG13 | 33:Z:603:VAL:HG11 1.74 0.70
5:5:118:LYS:NZ 5:5:119:PRO:0O 2.25 0.69
2:9:226:ARG:HG3 2:9:247:VAL:HB 1.74 0.69
14:G:51:GLU:O 14:G:66:LYS:NZ 2.20 0.69
15:H:454:TYR:CZ 15:H:456:LYS:HB2 2.26 0.69
18:K:297:ILE:HD13 18:K:300:LEU:HD12 1.74 0.69
19:1:259:SER:HB2 19:L:303:ARG:NE 2.05 0.69
21:N:492:THR:HG22 | 21:N:528:ARG:HG2 1.74 0.69
23:P:248:ASP:HA 23:P:251:LYS:HB3 1.73 0.69
23:P:292:LYS:HG3 23:P:294.GLU:HB2 1.74 0.69
24:Q:231:ASP:0O 24:Q:234:THR:OG1 2.04 0.69
24:Q:314:PHE:CB 24:Q:339:TYR:CE1 2.72 0.69
25:R:208:ASN:O 25:R:212: THR:N 2.16 0.69
25:R:380:VAL:CA 26:S5:398: THR:CG2 2.29 0.69
25:R:399:GLN:NE2 28:U:275:VAL:CG2 2.56 0.69
26:S:296:ALA:N 26:S5:299:LYS:HZ3 1.89 0.69
27:T:9:LYS:HA 27:T:12:SER:HB3 1.74 0.69
27:T:106:ILE:O 27:T:110:LEU:N 2.18 0.69
9:b:118: MET:HE2 9:b:152:PRO:HA 1.73 0.69
12:€:159:GLU:QOFE1 12:€:163: THR:OG1 2.09 0.69
13:£:68:GLU:O 13:£:222:PHE:N 2.14 0.69
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Atom-1 Atom-2 distance (A) overlap (A)
14:¢:51:GLU:O 14:g:66:LYS:NZ 2.20 0.69
5:j:44:PHE:O 5:3:51:LEU:N 2.16 0.69
3:3:25:VAL:HG22 3:3:143: TYR:HB2 1.72 0.69
4:4:202:VAL:O 4:4:219:TYR:N 2.25 0.69
1:8:134:ASP:OD1 1:8:138:LYS:N 2.24 0.69
16:1:270: THR:H 16:1:304:SER:HA 1.57 0.69
18:K:156:SER:O 18:K:158:ILE:HB 1.91 0.69
18:K:393:ARG:HA 18:K:396:ARG:HB2 1.75 0.69
21:N:87:ASP:0OD1 21:N:88:ARG:N 2.24 0.69
21:N:346:ASN:HA 21:N:349:ILE:HD12 1.73 0.69
21:N:578:ASP:0O 21:N:584:ARG:NE 2.23 0.69
22:0:15:ARG:H 22:0:16:MET:C 1.98 0.69
22:0:82:LEU:H 22:0:85:SER:HB3 1.57 0.69
22:0:266:PHE:CZ 22:0:274:1LE:HG12 2.27 0.69
24:Q:138:SER:HA 24:QQ:141:LEU:HB3 1.74 0.69
24:Q:409:TYR:CG 25:R:399:GLN:O 2.45 0.69
25:R:115:GLU:HA 25:R:118:GLN:HB3 1.75 0.69
28:U:271:ASP:HA 28:U:274:-MET:HE2 1.75 0.69
29:V:25:GLU:O 29:V:200:ASN:HB2 1.92 0.69
29:V:230:TYR:N 29:V:231:GLU:OE1 2.26 0.69
33:7:270:SER:O 33:7:276:ASN:OD1 2.10 0.69
33:7:275:GLN:HG3 33:7:278:LEU:HB2 1.74 0.69
33:7:364:ASN:HB3 33:72:954:PRO:CG 2.22 0.69
33:7:601:VAL:CG1 33:7:746:1LE:HD13 2.22 0.69
33:7:806:GLU:HA 33:7:809:MET:HB2 1.73 0.69
4:1:138:HIS:HB3 4:1:140:PHE:CE2 2.27 0.69
5:3:125:ASP:0OD1 5:3:128:GLY:N 2.25 0.69
6:k:109:LYS:NZ 6:k:186:LYS:O 2.25 0.69
3:3:122:ASP:HB3 3:3:125:ASN:HB2 1.74 0.69
10:C:49:GLU:HA 10:C:211:LEU:HD23 1.73 0.69
16:1:175:LEU:O 16:1:183:ILE:HA 1.92 0.69
17:J:188: TYR:O 17:J:316:PHE:N 2.25 0.69
18:K:344:ARG:HD2 18:K:379:SER:HA 1.72 0.69
22:0:248:TYR:HA 22:0:251:LEU:HB2 1.73 0.69
22:0:377:-VAL:O 22:0:381:GLY:N 2.23 0.69
24:Q:402:THR:CB 24:QQ:403:PRO:HD3 2.20 0.69
26:S:342:LEU:O 26:S:345: TYR:N 2.25 0.69
28:U:205:LYS:O 28:U:209:GLU:N 2.21 0.69
29:V:23:THR:HB 29:V:164:LEU:HD23 1.75 0.69
31:X:77:PRO:HG2 31:X:79:LYS:HB2 1.74 0.69
33:2:761:PHE:CD2 33:Z:780:MET:CE 2.75 0.69
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12:e:52:LYS:HE3 12::218:GLN:HB2 1.75 0.69
12:e:85:ALA:O 12:e:89:ILE:N 2.21 0.69
1:1:46: THR:HG22 1:1:59:GLU:N 2.08 0.69
12:E:44:GLU:OE1 12:E:193:LEU:N 2.25 0.69
14:G:44:ASP:0D2 14:G:222:SER:N 2.17 0.69
15:H:162:ARG:HD2 20:M:75:LEU:HD11 1.72 0.69
17:J:102:ILE:HD12 17:J:107:LEU:HD21 1.74 0.69
17:J:165:GLU:O 17:J:169:LYS:N 2.17 0.69
18:K:245:LYS:NZ 19:L:256:1LE:HG12 2.07 0.69
20:M:166:ARG:NH2 20:M:168:LYS:O 2.26 0.69
20:M:354:GLU:O 20:M:358:ALA:N 2.20 0.69
22:0:59:LEU:HA 22:0:62:TYR:CE2 2.28 0.69
22:0:298:GLU:OE2 22:0:357:ILE:O 2.10 0.69
24:(Q:383:ASP:0OD2 24:Q:384:LYS:CD 2.21 0.69
24:QQ:405:GLN:CB 25:R:395:ASN:HA 2.17 0.69
25:R:410:LEU:O 25:R:414:LEU:N 2.19 0.69
27:T:263:ALA:O 27:T:267:ALA:N 2.22 0.69
28:U:15:LEU:HB3 29:V:212:MET:-HE2 1.75 0.69
29:V:93:ASP:0O 29:V:97:GLN:N 2.22 0.69
2:2:180:GLY:O 2:2:184:ALA:N 2.22 0.69
15:H:304:CYS:O 15:H:350:LYS:N 2.22 0.69
16:1:116:GLN:O 16:1:120:LYS:N 2.15 0.69
17:J:25:GLN:HA 17:J:28:GLN:HB2 1.75 0.69
17:J:76:ILE:HB 17:J:85:LEU:HD23 1.72 0.69
17:J:344:ARG:O 17:J:348:GLU:N 2.22 0.69
17:J:369:ALA:HB1 17:J:374:ARG:HB2 1.74 0.69
18:K:281:ARG:HD2 18:K:290:ARG:HG2 1.74 0.69
20:M:291:PHE:CE2 20:M:292:ASP:HB3 2.28 0.69
20:M:312:LEU:HB3 20:M:342:ARG:HG2 1.73 0.69
21:N:36: TRP:HA 21:N:39:ILE:HB 1.73 0.69
21:N:421:ASP:HA 21:N:424:LYS:HB3 1.74 0.69
21:N:450:ILE:HG23 21:N:451:GLY:H 1.56 0.69
21:N:682:PHE:O 21:N:686:ILE:N 2.14 0.69
23:P:104:LEU:O 23:P:107:SER:O 2.10 0.69
24:Q:136:SER:HA 24:Q:139:ILE:HD12 1.73 0.69
24:Q:163:ARG:HA 24:Q:166:LYS:HD2 1.75 0.69
25:R:53:LYS:HB3 25:R:59:MET:HE1 1.75 0.69
25:R:200:LYS:HE2 25:R:202:GLY:CA 2.10 0.69
26:S:139:HIS:HA 26:S:142:VAL:HB 1.72 0.69
27:T:187:ASP:0OD1 27:T:224:ARG:NH2 2.24 0.69
30:W:25:ARG:NH1 30:W:144:PHE:HB3 2.05 0.69
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Atom-1 Atom-2 distance (A) overlap (A)
11:d:196:VAL:HA 11:d:199:LEU:HD12 1.74 0.69
13:£:11:VAL:CG2 14:g:128:SER:O 2.39 0.69
5:3:118:LYS:NZ 5:3:119:PRO:O 2.25 0.69
6:k:18:SER:O 6:k:34:LYS:NZ 2.25 0.69
6:6:49:GLU:N 6:6:99:GLN:O 2.23 0.69
12:E:234:GLU:N 12:E:234:GLU:OE1 2.25 0.69
13:F:176:LEU:HD22 14:G:57:LYS:HB3 1.74 0.69
20:M:22:1LE:O 20:M:26:SER:N 2.22 0.69
22:0:28:GLN:O 22:0:32:PHE:N 2.23 0.69
24:Q:401:GLU:CD 25:R:392: ARG:NH2 2.43 0.69
26:S:410:LYS:HD2 26:S:413:LEU:HD23 1.74 0.69
33:7:334:LYS:N 33:7:340:LEU:O 2.22 0.69
9:b:66:LEU:HD11 9:b:69:PRO:HA 1.73 0.69
14:g:62: GLN:NE2 14:2:213:GLU:OE2 2.26 0.69
3:h:148:SER:OG 3:h:185:ASP:0OD2 2.10 0.69
4:1:65:ARG:HB2 4:1:71: TRP:CH2 2.28 0.69
1:1:170:ASP:0OD2 5:5:177:ARG:NH2 2.24 0.69
20:M:286:ILE:HA 20:M:301:VAL:HB 1.75 0.69
21:N:318:LYS:HZ2 21:N:348:PHE:CB 2.05 0.69
21:N:492: THR:HA 21:N:528:ARG:HD2 1.73 0.69
22:0:282:GLN:N 22:0:282:GLN:OE1 2.24 0.69
22:0:383:LYS:O 22:0:387:ARG:N 2.21 0.69
24:Q:185:TYR:O 24:QQ:189:ARG:N 2.25 0.69
25:R:49:PHE:O 25:R:53:LYS:N 2.26 0.69
25:R:164: THR:O 25:R:168:ILE:N 2.24 0.69
26:S:212:SER:O 26:5:216:LYS:N 2.26 0.69
29:V:267:LYS:HZ2 29:V:273:ARG:HA 1.57 0.69
31:X:78:ILE:HD13 31:X:88:ALA:HB2 1.74 0.69
32:Y:76:GLU:HA 32:Y:79:ALA:HB3 1.74 0.69
3:h:55:ARG:HB2 3:h:61: TRP:CH2 2.28 0.69
1:1:37:GLU:O 1:1:138:LYS:HA 1.92 0.69
2:2:226:ARG:HG3 2:2:247:VAL:HB 1.74 0.69
3:3:113:THR:HG23 3:3:134:LEU:HD21 1.74 0.69
4:4:138:HIS:HB3 4:4:140:PHE:CE2 2.27 0.69
5:5:98:ARG:O 5:5:101:GLY:N 2.26 0.69
5:5:125:ASP:0OD1 5:5:128:GLY:N 2.25 0.69
7778 THR:N 7:7:204:VAL:O 2.23 0.69
8:A:91:ARG:NH1 14:G:157:TYR:H 1.90 0.69
15:H:156:VAL:N 20:M:76:PRO:HG3 2.07 0.69
15:H:263:VAL:HA 15:H:266:ARG:HB2 1.73 0.69
16:1:286:ASP:H 17:J:223:ILE:HD12 1.56 0.69
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Atom-1 Atom-2 distance (A) overlap (A)
17:J:188:TYR:O 17:J:316:PHE:O 2.11 0.69
18:K:180: GLN:HE22 18:K:340:PHE:HA 1.58 0.69
18:K:212: TYR:O 18:K:340:PHE:N 2.26 0.69
18:K:256:ASP:HA 18:K:259:ARG:HB3 1.75 0.69
19:L:81:ILE:HG22 19:L:82:ARG:HG3 1.74 0.69
19:L:253:ASP:O 19:L:254:LYS:HB2 1.93 0.69
19:1:418:ALA:O 19:1:422:VAL:N 2.19 0.69
21:N:461:GLU:O 21:N:465:ALA:N 2.25 0.69
21:N:665:ILE:HG22 21:N:666:GLN:HG2 1.74 0.69
22:0:183:ASN:HA 22:0:185:PHE:CE2 2.28 0.69
22:0:314:SER:HB3 22:0:328:VAL:HG21 1.75 0.69
23:P:115:ARG:O 23:P:119:ILE:N 2.25 0.69
23:P:287:ASP:OD1 23:P:294:GLU:HA 1.93 0.69
23:P:392:LYS:HE3 24:Q:354:PHE:CD2 2.27 0.69
24:Q:4:PRO:0O 24:Q:50:ARG:NH1 2.25 0.69
24:Q:90:LYS:HE3 24:Q:129:LYS:HG2 1.74 0.69
25:R:54:ILE:HG22 25:R:59:MET:HB2 1.74 0.69
25:R:382:ASP:OD1 26:S:402:ILE:CG2 2.34 0.69
25:R:384:VAL:CB 26:S:402:ILE:HG22 2.21 0.69
26:5:20:HIS:CE1 26:S:131: THR:HB 2.23 0.69
27:T:174:PHE:CE1 27:T:177:PHE:HD2 2.11 0.69
28:U:141:GLU:HA 28:U:153: THR:H 1.56 0.69
28:U:273:LEU:HD23 28:U:276:ILE:HD12 1.73 0.69
30:W:163:ASN:HB3 30:W:164:PRO:HD3 1.74 0.69
33:72:275:GLN:CG 33:7:278:LEU:HB2 2.22 0.69
33:7:405:ASN:HA 33:72:408:TYR:HB2 1.75 0.69
33:7:416: THR:HG23 33:7:450:GLY:HA2 1.75 0.69
10:¢:14:SER:OG 10:¢:18:ARG:N 2.25 0.69
10:¢:76:ALA:HB3 10:¢:136:ILE:HB 1.75 0.69
4:1:202:VAL:O 4:1:219:TYR:N 2.25 0.69
5:j:126:LEU:HD12 5:3:127:ILE:HG23 1.74 0.69
1:1:48:ASN:OD1 1:1:55:ASN:ND2 2.24 0.69
11:D:138:PHE:CE1 11:D:145:PRO:HA 2.28 0.69
11:D:196:VAL:HA 11:D:199:LEU:HD12 1.74 0.69
14:G:5:GLY:N 14:G:8:TYR:HH 1.89 0.69
15:H:426:ALA:O 15:H:430:ALA:N 2.20 0.69
17:J:188: TYR:H 17:J:316:PHE:N 1.88 0.69
20:M:357:ARG:NH1 20:M:385:GLU:H 1.91 0.69
21:N:9:LEU:HD23 21:N:12:LEU:HD12 1.73 0.69
22:0:383:LYS:HD2 22:0:387:ARG:HE 1.58 0.69
23:P:425:HIS:O 23:P:429:1LE:N 2.25 0.69
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24:Q:135:HIS:HA 24:QQ:138:SER:HB2 1.74 0.69
25:R:119:LYS:HA 25:R:122:GLU:HB3 1.75 0.69
25:R:359:VAL:HG12 32:Y:82:ASP:HB3 1.74 0.69
30:W:109:ARG:NH2 30:W:195:GLY:O 2.26 0.69
33:72:821:GLY:O 33:7Z:911:LYS:HE3 1.93 0.69
33:7:867:PHE:HA 33:7:873:LEU:HA 1.73 0.69
8:a:236:LEU:HB3 8:a:240:ASN:HB2 1.72 0.69
10:¢:97:ASN:O 10:c:101:THR:N 2.23 0.69
11:d:75:PHE:HA 11:d:133:THR:HA 1.73 0.69
9:B:97:TYR:HE2 9:B:103:GLU:HG3 1.58 0.69
21:N:470:LEU:HD22 21:N:485:-MET:HE1 1.74 0.69
22:0:170:SER:O 22:0:173:SER:OG 2.11 0.69
22:0:309:SER:HB3 22:0:347:-LEU:HA 1.74 0.69
23:P:133:GLU:N 23:P:136:ARG:HE 1.91 0.69
24:QQ:404:ASN:ND2 25:R:394:ASP:O 2.25 0.69
25:R:383:ARG:HB3 26:S:406:ASP:CG 2.17 0.69
27:T:182:LYS:HB3 27:T:186:ARG:NH1 2.07 0.69
33:7:354:PRO:O 33:7:358: TYR:N 2.19 0.69
33:7:593:HIS:H 33:7Z:596: THR:CG2 2.05 0.69
9:b:97:TYR:HE2 9:b:103:GLU:HG3 1.58 0.69
12:e:128:SER:H 13:£:125:GLY:HA3 1.56 0.69
1:1:205:ASP:OD1 4:4:229:GLN:N 2.26 0.68
3:3:55:ARG:HB2 3:3:61: TRP:CH2 2.28 0.68
14:G:62:GLN:NE2 14:G:213:GLU:OE2 2.26 0.68
18:K:380:GLY:O 18:K:384:ALA:N 2.19 0.68
21:N:683:LEU:HA 21:N:686:ILE:HB 1.76 0.68
22:0:219:ILE:HD13 22:0:251:LEU:HD21 1.73 0.68
23:P:133:GLU:HG3 23:P:137:ALA:HB2 1.74 0.68
24:Q:408: THR:OG1 25:R:399:GLN:NE2 2.26 0.68
26:S:155:LEU:HA 26:S:158:PHE:HB2 1.74 0.68
27:T:149:ASP:HA 27:T:152:LEU:HB2 1.75 0.68
33:7:158:ALA:O 33:72:162:GLY:N 2.23 0.68
33:7Z:605:SER.:C 33:7:878:LEU:HD11 2.15 0.68
8:a:75:1ILE:HD11 8:a:81:MET:HE2 1.75 0.68
5:3:121:ILE:HD12 5:j:137:ILE:HG12 1.75 0.68
7:1:254:HIS:O 7:1:261:1LE:N 2.24 0.68
4:4:38:ASN:OD1 4:4:39:ASN:N 2.24 0.68
5:5:126:LEU:HD12 5:5:127:ILE:HG23 1.74 0.68
6:6:18:SER:O 6:6:34:LYS:NZ 2.25 0.68
6:6:149:ARG:HB2 6:6:152:MET:HG3 1.76 0.68
7:7:119:THR:OG1 7:7:175:MET:N 2.25 0.68
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7:7:142:GLU:O 7:7:146:LYS:N 2.26 0.68
8:A:123:ASN:ND2 9:B:83:ARG:HE 1.91 0.68
10:C:187:ASP:0OD1 10:C:217:ARG:NH2 2.26 0.68
13:F:140:SER:OG 13:F:143:HIS:NE2 2.18 0.68
15:H:254: THR:O 16:1:367:ARG:NH2 2.27 0.68
18:K:123:LEU:HD13 18:K:125: THR:HB 1.75 0.68
18:K:210:LEU:O 18:K:338:ILE:N 2.26 0.68
22:0:206:THR:O 22:0:210:ARG:N 2.26 0.68
24:QQ:404:ASN:OD1 25:R:393:PRO:HG2 1.93 0.68
24:Q:411:SER:HB3 29:V:258:GLU:HG3 1.75 0.68
25:R:225:LYS:HZ2 25:R:261:LEU:HA 1.57 0.68
25:R:417:TYR:HH 26:5:478:SER:HG 0.69 0.68
26:S5:411:LEU:HD12 26:S:419:VAL:HG13 1.74 0.68
28:U:56:PHE:HE2 28:U:58:GLU:HB2 1.57 0.68
28:U:127:GLN:HA 28:U:133:PRO:HB3 1.74 0.68
29:V:37:-MET:HE3 29:V:108: TYR:HB2 1.74 0.68
30:W:37:PHE:CE2 30:W:68:GLU:O 2.45 0.68
33:7:328:ASP:HA 33:7:332:ASN:HB2 1.75 0.68
11:d:94:GLN:NE2 6:k:62:ALA:O 2.25 0.68
12:e:17:PRO:HA 13:£:24: TYR:CE1 2.27 0.68
3:h:13:LYS:O 4:1:145:HIS:NE2 2.25 0.68
3:h:44:TYR:CE2 3:h:46:ALA:HA 2.29 0.68
7:1:142:GLU:O 7:1:146:LYS:N 2.26 0.68
2:9:232:ILE:HB 2:9:240: THR:HB 1.73 0.68
9:B:66:LEU:HD11 9:B:69:PRO:HA 1.73 0.68
10:C:14:SER:OG 10:C:18:ARG:N 2.25 0.68
11:D:163: THR:HG23 11:D:168:SER:HB2 1.75 0.68
12:E:52:LYS:HE3 12:E:218:GLN:HB2 1.75 0.68
17:J:186:ILE:HA 17:J:292:MET:O 1.93 0.68
22:0:326:HIS:HA 22:0:329:MET:HE2 1.75 0.68
23:P:109:SER:N 23:P:112:LEU:HG 2.09 0.68
24:Q:86:MET:HE2 24:Q:128:GLU:OE2 1.93 0.68
24:Q:121:SER:HA 24:Q:124:PHE:HB2 1.74 0.68
25:R:62:TYR:O 25:R:66:LEU:N 2.15 0.68
25:R:219:LEU:HB2 25:R:223:ASN:ND2 2.08 0.68
25:R:335:ARG:HH22 25:R:374:ASN:CB 2.05 0.68
26:S:144:LEU:HD13 26:S:155:LEU:HD13 1.73 0.68
26:S:287:SER:O 26:S:291:GLU:N 2.17 0.68
26:S:317:HIS:CE1 26:S:321:GLN:HE22 2.11 0.68
28:U:57:GLU:HB2 30:W:100:HIS:NE2 2.07 0.68
28:U:64:ASP:OD1 28:U:105:LYS:NZ 2.26 0.68
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28:U:279:SER:O 28:U:283:ARG:N 2.21 0.68
30:W:16:SER:H 30:W:115:CYS:HB3 1.58 0.68
33:7:344:LYS:NZ 33:72:921:GLU:HG2 2.07 0.68
33:72:564:ARG:HG3 33:72:594:PRO:CA 2.22 0.68
33:7:582:ASP:0OD1 33:72:615:LEU:CD1 2.42 0.68
33:7:620:LEU:HD12 33:7:746:1LE:HD11 1.75 0.68
8:a:91:ARG:NH2 14:g:157'TYR:O 2.25 0.68
9:b:179: TRP:HA 9:b:183:LEU:HD11 1.76 0.68
3:h:172:ASP:HB3 3:h:176:HIS:CE1 2.29 0.68
5:5:12:VAL:HG22 5:5:25:CYS:HB3 1.76 0.68
1:8:46: THR:HG22 1:8:59:GLU:N 2.08 0.68
1:8:114:HIS:CE1 12:E:102: TYR:HA 2.29 0.68
13:F:155:GLU:H 14:G:64:ASN:HD21 1.41 0.68
14:G:241:ASP:HA 14:G:244:GLN:HB2 1.73 0.68
16:1:284:LEU:HD21 16:1:327:ARG:HB2 1.76 0.68
19:L:251:ILE:O 19:L:252:VAL:HG22 1.91 0.68
21:N:892:PRO:HD3 21:N:905:LEU:HD12 1.76 0.68
22:0:283:HIS:O 22:0:287:LEU:N 2.22 0.68
22:0:311:GLU:HG3 22:0:321:LYS:HE3 1.75 0.68
23:P:292:LYS:HG3 23:P:295:SER:H 1.59 0.68
25:R:202:GLY:HA3 25:R:206:ARG:CG 2.23 0.68
25:R:223:ASN:O 25:R:226:GLU:N 2.26 0.68
8:a4:39:ASN:O 8:a:58:LYS:NZ 2.19 0.68
8:a:177:GLU:N 8:a:177:GLU:OE1 2.23 0.68
11:d:62:SER:OG 11:d:64:VAL:O 2.10 0.68
5:3:169:GLN:O 5:3:173:ASN:ND2 2.26 0.68
7:1:119: THR:OG1 7:1:175:MET:N 2.25 0.68
3:3:172:ASP:HB3 3:3:176:HIS:CE1 2.29 0.68
12:E:85:ALA:O 12:E:89:ILE:N 2.21 0.68
18:K:300:LEU:O 18:K:304:ASP:N 2.26 0.68
22:0:47:LYS:HA 22:0:50:ASP:HB2 1.76 0.68
23:P:198:VAL:HA 23:P:201:ARG:NE 2.09 0.68
24:Q:75:ARG:O 24:Q:79:PRO:HD2 1.94 0.68
28:U:111:LYS:HG2 28:U:118:PRO:HD2 1.73 0.68
33:7:442:VAL:HB 33:7:447-VAL:HG11 1.76 0.68
14:2:130:ARG:HH11 14:2:130:ARG:HG2 1.58 0.68
3:3:148:SER:OG 3:3:185:ASP:0D2 2.10 0.68
4:4:96:SER:O 4:4:100:SER:N 2.27 0.68
17:J:333:ARG:HH22 | 25:R:206:ARG:HG2 1.58 0.68
17:J:342:ASN:O 17:J:379:GLN:NE2 2.26 0.68
19:L:220:LEU:HA 19:1.:347:VAL:HB 1.75 0.68
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22:0:184:ASP:0O 22:0:187:SER:OG 2.08 0.68
28:U:165:GLU:H 29:V:42:ARG:HH12 1.41 0.68
3:3:27:PHE:HE2 3:3:29:ASP:HB2 1.59 0.68
6:6:148:TYR:O 6:6:149:ARG:NH1 2.22 0.68
17:J:337:LEU:H 25:R:204: TRP:CG 2.12 0.68
20:M:373:ASP:HB2 20:M:412:HIS:H 1.59 0.68
21:N:368:THR:HB 21:N:403:GLY:HA3 1.75 0.68
23:P:39:LEU:HG 23:P:43:GLU:HB2 1.76 0.68
24:Q:91:SER:HB2 9:b:246:ARG:HG2 1.76 0.68
24:Q:130:ARG:HG2 24:Q:132:PHE:H 1.58 0.68
31:X:10:PHE:HE1 31:X:124:LYS:HB3 1.58 0.68
33:7:304:PRO:O 33:7:308:LYS:HG3 1.93 0.68
33:7:880:SER:HB2 33:7:906:ALA:HB3 1.74 0.68
13:£:7:ASP:O 13:£:21:GLN:NE2 2.14 0.68
13:£:50:LYS:HB3 13:£:59:TYR:HB3 1.75 0.68
2:2:162:TYR:OH 2:2:164:ASN:HB3 1.93 0.68
3:3:44:TYR:CE2 3:3:46:ALA:HA 2.29 0.68
1:8:23:PRO:O 2:9:137:ARG:NH1 2.26 0.68
16:1:293:GLN:HA 16:1:296:LYS:HD2 1.75 0.68
17:J:250:ILE:HD11 17:J:300:LEU:HD21 1.76 0.68
21:N:143:LYS:O 21:N:147:ALA:N 2.25 0.68
23:P:143:LEU:HG 23:P:147:LYS:HE3 1.76 0.68
23:P:154:ASP:O 23:P:158:ASP:N 2.26 0.68
26:S:202:ASN:O 26:S:203:SER:CB 2.41 0.68
27:T:57:ILE:O 27 T:61:ILE:N 2.19 0.68
28:U:225:ILE:HG22 28:U:229:LEU:HD21 1.76 0.68
33:7:161:ILE:O 33:7Z:165: TYR:N 2.20 0.68
33:7:768:GLY:HA2 33:7:773:ARG:HE 1.57 0.68
33:7:925:VAL:O 33:7:958:ASN:HA 1.94 0.68
3:3:40: THR:HA 3:3:46:ALA:H 1.59 0.68
4:4:65:ARG:HB2 4:4:71: TRP:CH2 2.28 0.68
4:4:236:ARG:NE 5:5:162:ASP:0OD1 2.26 0.68
5:5:44:PHE:N 5:5:51:LEU:O 2.27 0.68
6:6:13:VAL:HG23 6:6:114:PRO:HB2 1.76 0.68
6:6:157:GLY:O 6:6:161:LEU:N 2.19 0.68
13:F:50:LYS:HB3 13:F:59:TYR:HB3 1.75 0.68
13:F:168:ALA:O 13:F:172:LEU:N 2.16 0.68
15:H:323:ALA:O 20:M:290:ARG:NH1 2.26 0.68
19:L:71:ASP:HA 19:L:74:LEU:HB3 1.74 0.68
19:L:357:ARG:CZ 19:1.:384:ASP:HA 2.24 0.68
25:R:28:GLU:O 25:R:32:LEU:N 2.17 0.68
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25:R:64:LYS:HA 25:R:94:PHE:CZ 2.28 0.68
28:U:124:ASP:HB3 28:U:133:PRO:HB2 1.76 0.68
30:W:132:LEU:HD13 | 30:W:139:VAL:HG21 1.74 0.68
33:7:623:ARG:HH22 33:7:736:LEU:N 1.91 0.68
9:b:94:HIS:O 9:b:99:ARG:N 2.22 0.68
7:1:174: THR:N 7:1:190:VAL:O 2.22 0.68
2:2:194:ARG:N 2:2:197:ASP:0D2 2.18 0.68
6:6:139: TYR:OH 6:k:25:ILE:HG12 1.94 0.68
13:F:20:PHE:O 13:F:24:TYR:N 2.21 0.68
16:1:270: THR:O 16:1:305:ILE:N 2.27 0.68
17:J:103:ASN:HB2 17:J:106:ASP:H 1.58 0.68
17:J:269:GLN:O 17:J:273:LEU:N 2.27 0.68
17:J:329:ARG:O 17:J:333:ARG:HB2 1.93 0.68
18:K:219:LYS:NZ 18:K:318:THR:O 2.28 0.68
22:0:340:SER:O 22:0:349:THR:N 2.27 0.68
25:R:384:VAL:HG23 26:S:406:ASP:HB2 0.69 0.68
28:U:161:ILE:HG21 29:V:216:LEU:HD22 1.75 0.68
29:V:28:TYR:HB2 29:V:64:ASN:HA 1.76 0.68
33:72:511:PRO:O 33:7:515:SER:N 2.24 0.68
10:¢:187:ASP:OD1 10:¢:217:ARG:NH2 2.26 0.68
3:h:32:ILE:HG12 3:h:196:VAL:HA 1.76 0.68
5:3:98:ARG:O 5:j:101:GLY:N 2.25 0.68
2:2:34:THR:N 2:2:140:MET:O 2.27 0.67
4:4:192:1LE:HG23 4:4:199:GLY:HA2 1.75 0.67
7:7:148:ARG:NH1 7:7:257:GLU:O 2.27 0.67
2:9:162:TYR:OH 2:9:164:ASN:HB3 1.94 0.67
10:C:76:ALA:HB3 10:C:136:ILE:HB 1.75 0.67
15:H:428:MET:O 15:H:432:ARG:N 2.18 0.67
17:J:236:MET:HA 17:J:239:GLU:CD 2.18 0.67
20:M:359:GLN:O 20:M:362: GLN:HB3 1.95 0.67
23:P:160:LEU:O 23:P:183:GLN:NE2 2.23 0.67
25:R:184:GLN:HB3 25:R:185:LEU:HG 1.75 0.67
26:S:159:ASN:HD21 26:S:187:ILE:HG21 1.57 0.67
33:7:391:ASN:HA 33:7:394:TYR:HD2 1.60 0.67
10:c:4:ARG:HA 11:d:6:ARG:HH12 1.60 0.67
3:h:20: THR:HA 3:h:188:SER:HA 1.75 0.67
4:1:192:1LE:HG23 4:1:199:GLY:HA2 1.75 0.67
1:1:237:GLU:OE2 2:2:194:ARG:NH1 2.26 0.67
3:3:138:VAL:H 2:9:94:GLN:HE22 1.42 0.67
7:7:254:HIS:O 7:7:261:ILE:N 2.24 0.67
12:E:71:ASP:OD1 12:E:72:ARG:N 2.27 0.67
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17:J:44:LEU:HB3 18:K:68:ILE:HG21 1.77 0.67
17:J:45:GLU:HG2 26:S:484:ASP:OD1 1.93 0.67
17:J:252:SER:HB2 17:J:295:ASN:N 2.07 0.67
21:N:649:VAL:HB 21:N:652:VAL:HG23 1.77 0.67
22:0:215:TYR:O 22:0:219:ILE:N 2.19 0.67
23:P:214:GLU:O 23:P:218:LEU:N 2.20 0.67
24:QQ:138:SER:O 24:Q:142:ALA:N 2.17 0.67
26:S:465:1LE:HG21 27:T:260:1ILE:HG23 1.76 0.67
27:T:125:GLU:O 27:T:129:LEU:N 2.26 0.67
28:U:268:LYS:0O 28:U:271:ASP:HB2 1.94 0.67
33:7:297:VAL:HG11 33:7:310:LEU:HD13 1.76 0.67
33:7:833:GLN:O 33:7Z:837:TYR:N 2.28 0.67
33:7:888:LEU:H 33:Z:900:LEU:HB3 1.59 0.67
12:€:234:GLU:N 12::234:GLU:OE1 2.25 0.67
3:h:40: THR:HA 3:h:46:ALA:H 1.59 0.67
2:9:34:THR:N 2:9:140:MET:O 2.27 0.67
9:B:179: TRP:HA 9:B:183:LEU:HD11 1.76 0.67
15:H:306:1ILE:N 15:H:350:LYS:O 2.26 0.67
16:1:136:LEU:HB2 16:1:172:CYS:H 1.58 0.67
17:J:114:CYS:N 17:J:124:LYS:0O 2.27 0.67
21:N:313:LEU:HD12 21:N:316:LYS:HD3 1.74 0.67
24:QQ:383:ASP:C 24:QQ:384:LYS:CD 2.66 0.67
24:QQ:420:ASN:O 24:Q:424:ASP:N 2.20 0.67
25:R:351:LYS:O 25:R:355:SER:N 2.17 0.67
26:S:167:LEU:HA 26:S:171:TYR:CE2 2.30 0.67
28:U:174:LEU:HD23 28:U:175:LEU:H 1.59 0.67
33:7:564:ARG:NH1 33:7:894:MET:HE3 2.09 0.67
9:b:5:TYR:OH 14:g:127:ASN:ND2 2.28 0.67
11:d:138:PHE:CE1 11:d:145:PRO:HA 2.28 0.67
7:1:148:ARG:NH1 7:1:257:GLU:O 2.27 0.67
5:5:43:ILE:HA 5:5:52:GLY:HA2 1.74 0.67
10:C:218:LYS:HG3 10:C:222:ASP:0OD2 1.95 0.67
19:L:318:LEU:HD13 19:1:322:LYS:HA 1.77 0.67
20:M:255:TYR:CB 20:M:258:GLU:HB2 2.25 0.67
20:M:274:ALA:HA 20:M:275:PRO:C 2.20 0.67
21:N:889:ARG:HB3 21:N:909:GLU:HB2 1.75 0.67
24:Q:262:LEU:O 24:Q:266:LEU:N 2.17 0.67
24:Q:380:MET:CG 24:Q:385:1LE:O 2.43 0.67
25:R:240:SER:OG 25:R:244: THR:N 2.28 0.67
26:S:312: GLN:HA 26:5:315:LYS:HD2 1.77 0.67
29:V:267:LYS:HB3 29:V:276:PRO:HG3 1.76 0.67
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Atom-1 Atom-2 distance (A) overlap (A)
30:W:172:LEU:HD23 | 30:W:185:ILE:HG22 1.77 0.67
33:7:606:CYS:SG 33:7Z:607:ALA:N 2.65 0.67
13:f:171: TYR:HA 13:f:174:ARG:HB3 1.75 0.67
4:1:96:SER:O 4:1:100:SER:N 2.27 0.67
6:6:141:PHE:HB3 7:1:242:ARG:NH2 2.08 0.67
15:H:172:MET:HB3 16:1:156: TYR:HD2 1.60 0.67
15:H:176:VAL:HG21 15:H:181:TYR:H 1.59 0.67
16:1:386:LYS:HA 16:1:389:LEU:HB2 1.75 0.67
18:K:346:ARG:HA 18:K:349:ARG:HD2 1.76 0.67
25:R:24:TYR:CE1 25:R:244: THR:HA 2.30 0.67
25:R:200:LYS:HD3 25:R:203:ASP:H 1.58 0.67
25:R:328:PHE:O 25:R:332:GLU:HG2 1.94 0.67
26:S:291:GLU:HA 26:5:294:1LE:HB 1.77 0.67
27:T:120: THR:O 27:T:124:SER:N 2.19 0.67
28:U:79:MET:O 28:U:83:ILE:N 2.22 0.67
28:U:165:GLU:N 29:V:42:ARG:HH12 1.93 0.67
28:U:168:GLU:O 28:U:172:GLU:N 2.26 0.67
33:7:358:TYR:CE1 33:7:961:GLU:C 2.73 0.67
3:h:27.:PHE:HE2 3:h:29:ASP:HB2 1.58 0.67
6:k:13:VAL:HG23 6:k:114:PRO:HB2 1.76 0.67
3:3:32:ILE:HG12 3:3:196:VAL:HA 1.76 0.67
7:7:152:ALA:O 7:7:155:SER:OG 2.11 0.67
1:8:47:ARG:HB2 1:8:219:ASP:HB2 1.77 0.67
8:A:75:ILE:HD11 8:A:81:MET:HE2 1.75 0.67
15:H:385:ARG:NH2 15:H:408:SER:O 2.28 0.67
15:H:396:MET:N 16:1:238:-MET:CB 2.57 0.67
15:H:434:ARG:HB3 33:7:929:VAL:HG11 1.77 0.67
16:1:445:GLN:HB3 16:1:449:ARG:HH12 1.59 0.67
17:J:219:VAL:HG11 17:J:267:GLU:HG2 1.76 0.67
19:L:168: TYR:N 19:L:170:MET:O 2.26 0.67
21:N:474:SER:HB3 21:N:477:SER:HB2 1.75 0.67
21:N:542:SER:O 21:N:548:ARG:NE 2.28 0.67
22:0:301:PHE:HB2 22:0:305:ILE:HG23 1.75 0.67
22:0:310:PHE:HD1 22:0:348:VAL:HG22 1.59 0.67
22:0:352:TRP:O 22:0:353:VAL:HG12 1.94 0.67
23:P:119:ILE:HA 23:P:125:VAL:HG21 1.75 0.67
23:P:254:GLU:HA 23:P:257:TRP:CE3 2.30 0.67
25:R:307:TYR:HA 25:R:310:GLU:HB3 1.77 0.67
26:S:297:ILE:N 26:5:299:LYS:HZ2 1.90 0.67
27:T:180:ILE:O 27:T:183:SER:OG 2.12 0.67
9:b:161:ALA:HB3 10:¢:56:LEU:HD23 1.77 0.67
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Atom-1 Atom-2 distance (A) overlap (A)
9:B:98:LYS:NZ 9:B:104:TYR:OH 2.27 0.67
10:C:124:GLN:HG3 11:D:127:ARG:HG3 1.76 0.67
13:F:228:GLU:CD 13:F:228:GLU:H 2.03 0.67
16:1:247:ILE:O 16:1:375:ILE:N 2.25 0.67
17:J:163:VAL:HG13 17:J:164:1LE:HG13 1.77 0.67
17:J:224:GLY:HA2 17:J:227:SER:HB2 1.76 0.67
18:K:113:THR:HB 19:1:125:PRO:HB2 1.77 0.67
18:K:182: GLN:NE2 18:K:186:GLU:HG3 2.02 0.67
19:L:270:ALA:O 19:L:274:GLU:N 2.28 0.67
21:N:46:1LE:HG23 21:N:61:ALA:HB1 1.76 0.67
23:P:267:PHE:HE1 23:P:329:PHE:HD1 1.41 0.67
24:Q:158:1LE:O 24:Q:162:LEU:N 2.18 0.67
24:QQ:314:PHE:HB3 24:QQ:339:TYR:HE1 1.53 0.67
24:QQ:351:1LE:HB 24:QQ:352:GLU:CD 2.19 0.67
24:Q:422:VAL:HG11 29:V:268:THR:HB 1.76 0.67
26:S:131: THR:HG1 26:S:174:ARG:HH22 1.40 0.67
26:S:222:SER:H 26:S:226:ASP:HB2 1.60 0.67
27:T:74:ASN:OD1 27 T:75:PHE:N 2.28 0.67
31:X:16:GLU:O 31:X:18:ASN:ND2 2.28 0.67
33:7:288:LEU:O 33:7:289:GLY:C 2.36 0.67
33:7:364:ASN:CB 33:7:954:PRO:CD 2.73 0.67
8:a:41:ASN:HB2 8:a:56:GLN:NE2 2.10 0.67
10:¢:70:ASN:N 10:¢:73:ILE:O 2.21 0.67
10:¢:217:ARG:O 10:¢:226: TYR:N 2.25 0.67
14:¢:5:GLY:N 14:¢:8:'TYR:HH 1.93 0.67
11:D:62:SER:OG 11:D:64:VAL:O 2.10 0.67
15:H:95:HIS:ND1 16:1:140:ILE:CG1 2.58 0.67
18:K:140:HIS:HB2 18:K:145:ALA:H 1.60 0.67
18:K:209:VAL:HG12 18:K:336:ARG:HB2 1.75 0.67
19:L:242: ASN:O 19:L:277:ILE:N 2.27 0.67
21:N:761:ILE:HG22 21:N:762:ARG:H 1.60 0.67
21:N:778:LYS:HB3 21:N:860:LYS:HA 1.76 0.67
22:0:387:ARG:HD2 27:T:266:TYR:CE2 2.30 0.67
23:P:261:LEU:HA 23:P:264:1LE:HB 1.77 0.67
25:R:198:ILE:HG12 25:R:200:LYS:H 1.60 0.67
25:R:309:LEU:HD21 32:Y:72:ASP:HB2 1.76 0.67
30:W:56:GLY:O 30:W:86:HIS:NE2 2.27 0.67
30:W:120:ASP:0OD1 30:W:121:SER:N 2.25 0.67
31:X:117:LYS:HE3 31:X:121:ILE:HG12 1.75 0.67
33:7:173:ALA:HA 33:7:258:PRO:HA 1.76 0.67
6:k:149:ARG:HB2 6:k:152:MET:HG3 1.76 0.67
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2:2:54:ILE:HG12 2:2:232:1LE:HG12 1.77 0.67
7:7:140:LEU:HG 7:7:144:ARG:NH1 2.10 0.67
77174 THR:N 7:7:190:VAL:O 2.22 0.67
1:8:68:ASN:ND2 1:8:227:THR:O 2.16 0.67
2:9:48:LYS:HA 2:9:53:VAL:HA 1.76 0.67
8:A:41:ASN:HB2 8:A:56:GLN:NE2 2.10 0.67
10:C:4:ARG:HG2 11:D:6:ARG:HH12 1.59 0.67
10:C:66:LEU:N 10:C:212:GLU:OE1 2.24 0.67
11:D:37:LYS:HE2 11:D:160:SER:HA 1.77 0.67
13:F:7:ASP:O 13:F:21:GLN:NE2 2.14 0.67
15:H:105:ILE:HD13 15:H:169:GLU:OE1 1.94 0.67
15:H:445:LYS:O 15:H:449:LYS:N 2.23 0.67
17:J:189:GLY:O 17:J:295:ASN:ND2 2.28 0.67
17:J:330:ILE:O 17:J:333:ARG:HB3 1.94 0.67
18:K:273:GLU:H 18:K:317:ALA:HB3 1.60 0.67
19:L:353:ASN:O 19:L:357:ARG:N 2.18 0.67
20:M:35:LYS:O 20:M:70:LYS:N 2.28 0.67
20:M:178:GLU:H 20:M:237:ALA:HB2 1.60 0.67
21:N:875:LEU:HB3 21:N:878:GLN:H 1.59 0.67
22:0:253:GLN:HA 22:0:256:ASN:ND2 2.10 0.67
23:P:168:TYR:C 23:P:170:SER:H 2.01 0.67
23:P:276:LEU:O 23:P:280:LEU:N 2.25 0.67
25:R:381:ILE:HG22 26:S:398: THR:CG2 2.25 0.67
30:W:112:ALA:O 30:W:142:1LE:N 2.25 0.67
33:7:584:VAL:HG22 33:7:588:ILE:CD1 2.24 0.67
11:d:11:PHE:H 12:€:23:GLN:HE22 1.43 0.67
8:A:147:ASP:N 8:A:151:GLY:O 2.26 0.67
13:F:171:TYR:HA 13:F:174:ARG:HB3 1.76 0.67
13:F:195:GLU:O 13:F:198:SER:OG 2.11 0.67
21:N:69:TYR:O 21:N:74:GLU:N 2.28 0.67
25:R:331:ARG:O 25:R:335:ARG:N 2.27 0.67
25:R:400: TYR:HH 28:U:274:MET:CA 2.08 0.67
27:T:251:HIS:NE2 27:T:253:GLU:OE1 2.27 0.67
29:V:27:VAL:HB 29:V:201:ILE:HA 1.76 0.67
29:V:252:SER:O 29:V:256:GLU:N 2.28 0.67
33:72:478:VAL:HG23 33:7:489:ALA:HB1 1.75 0.67
33:7:568:LEU:HD23 33:7Z:599:ILE:HG13 1.30 0.67
33:2Z:780:MET:O 33:7:784:SER:N 2.26 0.67
9:b:33: THR:HA 9:b:165:GLY:HA3 1.78 0.67
12:e:45:GLY:HA2 12:e:153:TYR:CE1 2.30 0.67
5:5:121:1ILE:HD12 5:5:137:.ILE:HG12 1.75 0.66
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7:7:84:GLN:N 7:7:221:TRP:O 2.26 0.66
15:H:198:MET:HB2 15:H:274:VAL:HG22 1.78 0.66
17:J:224:GLY:O 17:J:228:ARG:N 2.19 0.66
19:L:243:PHE:HA 19:L:277:ILE:HB 1.77 0.66
20:M:309:LEU:O 20:M:313:ASP:N 2.24 0.66
21:N:441:VAL:O 21:N:445:GLY:N 2.28 0.66
21:N:573:HIS:O 21:N:577:SER:N 2.28 0.66
21:N:680:LYS:O 21:N:684:SER:N 2.15 0.66
22:0:312:ASP:0O 22:0:316:ALA:N 2.29 0.66
24:Q:7:LYS:NZ 24:QQ:34:ASP:HB2 2.10 0.66
24:Q:415:LEU:HD22 29:V:261:LEU:HB2 1.77 0.66
25:R:167:LYS:HG2 25:R:194:VAL:HG23 1.76 0.66
25:R:363:PHE:HA 25:R:366:ASN:HD22 1.59 0.66
25:R:382:ASP:0OD1 26:S:402:ILE:CD1 2.32 0.66
26:S:438:HIS:NE2 27:T:197:TYR:OH 2.20 0.66
26:S:464:ARG:HH21 28:U:281:LEU:H 1.41 0.66
33:7:228:GLU:HB2 33:7:258:PRO:HG2 1.76 0.66
33:7:247:GLN:HA 33:7:284:LEU:HD21 1.77 0.66
11:d:163: THR:HG23 11:d:168:SER:HB2 1.75 0.66
14:¢:218: TRP:CZ3 14:¢:224: THR:HG23 2.30 0.66
1:1:47:ARG:HB2 1:1:219:ASP:HB2 1.77 0.66
2:9:54:ILE:HG12 2:9:232:1ILE:HG12 1.77 0.66
13:F:93:ASN:O 13:F:97:LEU:N 2.26 0.66
15:H:98:GLN:HE21 15:H:193:PRO:HB3 1.60 0.66
15:H:148:ASN:H 15:H:155:PHE:HB2 1.61 0.66
16:1:146:ILE:HA 16:1:155:TYR:O 1.95 0.66
18:K:242:PHE:HE2 18:K:254:VAL:CG2 2.03 0.66
18:K:244:HIS:HE1 18:K:250:GLY:HA2 1.60 0.66
21:N:57:ASP:O 21:N:60:MET:N 2.23 0.66
21:N:379:LEU:HA 21:N:412: TYR:HE1 1.60 0.66
23:P:253:ASP:0OD1 23:P:256:LYS:N 2.26 0.66
23:P:335:LYS:HA 23:P:339:GLU:H 1.60 0.66
25:R:400: TYR:OH 26:S:461:PHE:CE2 2.48 0.66
26:S:452:TYR:O 26:S:454:SER:N 2.28 0.66
28:U:208:VAL:HA 28:U:211:LEU:HB3 1.77 0.66
31:X:23:LEU:HD22 31:X:25:THR:HG23 1.77 0.66
32:Y:78:LYS:HA 32:Y:81:LEU:HB3 1.76 0.66
9:b:98:LYS:NZ 9:b:104:TYR:OH 2.27 0.66
10:¢:218:LYS:HG3 10:¢:222:ASP:0OD2 1.95 0.66
13:£:39:ARG:HA 13:f:44:ALA:HA 1.77 0.66
3:3:118:VAL:N 3:3:130:TYR:O 2.25 0.66
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Atom-1 Atom-2 distance (A) overlap (A)
7:7:233:LYS:HD2 7:7:252:LEU:HD11 1.77 0.66
22:0:164:PRO:HB3 22:0:166:ARG:HB3 1.77 0.66
22:0:207:LEU:HD22 | 22:0:211:GLN:HE22 1.59 0.66
24:QQ:361:HIS:O 24:Q:365:1LE:N 2.27 0.66
25:R:325:HIS:HB2 25:R:328:PHE:HD2 1.59 0.66
28:U:41:ALA:HA 28:U:46:1LE:HG23 1.75 0.66
29:V:213:LEU:O 29:V:216:LEU:HG 1.94 0.66
8:a:147:ASP:N 8:a:151:GLY:0O 2.26 0.66
11:d:118:GLN:O 11:d:121: THR:OG1 2.11 0.66
14:g:44:ASP:0D2 14:¢:222:SER:N 2.17 0.66
2:2:42: THR:HG21 2:2:58:ASP:0OD1 1.84 0.66
2:2:220:ARG:O 3:3:45:ILE:N 2.22 0.66
12:E:213:ASP:0OD1 12:E:216:ASN:N 2.25 0.66
15:H:67:ALA:O 15:H:71:GLU:N 2.21 0.66
15:H:331:ARG:NH2 20:M:249:PRO:HD3 2.11 0.66
21:N:299:TYR:HD1 21:N:755:PRO:HB3 1.59 0.66
21:N:306:ASN:O 21:N:712:ASN:ND2 2.29 0.66
21:N:533:ASP:HA 21:N:536:ILE:HB 1.77 0.66
22:0:99:LEU:O 22:0:132:GLU:OE1 2.14 0.66
24:QQ:349:LYS:C 24:QQ:350:1LE:HG13 2.20 0.66
26:S:430:GLY:C 26:S:432:ILE:H 2.02 0.66
30:W:85:LEU:HG 30:W:87:MET:H 1.60 0.66
33:7:285:ALA:HA 33:7:293:MET:HB2 1.75 0.66
11:d:12:SER:OG 11:d:14:ASP:OD1 2.08 0.66
3:h:15:GLU:HB3 4:1:145:HIS:HB2 1.78 0.66
6:k:49:GLU:N 6:k:99:GLN:O 2.23 0.66
15:H:224:VAL:HA 15:H:243:PRO:HD2 1.76 0.66
15:H:226:GLU:HA 15:H:267:THR:HG21 1.75 0.66
20:M:242: THR:O 20:M:277:ILE:N 2.29 0.66
21:N:47:GLU:OE2 21:N:69:TYR:OH 2.13 0.66
22:0:187:SER:O 22:0:191: THR:N 2.18 0.66
23:P:147:LYS:HB3 23:P:152:LYS:HB2 1.78 0.66
25:R:87:SER:OG 25:R:89:ASN:O 2.13 0.66
26:S:131: THR:O 26:S:135:ASN:N 2.20 0.66
26:S:424:SER:HB3 27:T:192: ASN:HB3 1.77 0.66
29:V:247:ILE:HA 29:V:250:GLN:HB2 1.78 0.66
1:1:241:ASP:HA 4:4:193: TRP:HA 1.78 0.66
3:3:27:PHE:N 3:3:30:GLY:O 2.21 0.66
11:D:53:LYS:HG2 11:D:54:LEU:H 1.60 0.66
15:H:270: THR:O 15:H:305:ILE:N 2.22 0.66
15:H:334:LEU:HA 15:H:337:ILE:HB 1.76 0.66
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17:J:136:LEU:HB3 17:J:214:SER:HB2 1.78 0.66
17:J:160:ILE:HA 17:J:163:VAL:HG12 1.77 0.66
17:J:187:LEU:O 17:J:294: THR:N 2.29 0.66
18:K:193:VAL:HG12 18:K:194:GLN:HG3 1.77 0.66
18:K:341:PRO:C 18:K:342:SER:OG 2.38 0.66
21:N:308:ASN:HB3 | 21:N:711:ARG:HH11 1.60 0.66
23:P:395:ARG:CD 24:QQ:361:HIS:HB3 2.23 0.66
24:Q:178:HIS:HD2 24:Q:197:SER:HA 1.59 0.66
24:QQ:400: TYR:CE2 25:R:392:ARG:HA 2.30 0.66
25:R:64:LYS:HA 25:R:94:PHE:HZ 1.61 0.66
26:S:150:LYS:HG3 26:S:151:GLU:H 1.61 0.66
26:5:378:GLN:N 26:5:378:GLN:OE1 2.29 0.66
26:S:479:MET:HA 28:U:295:LYS:NZ 2.10 0.66
33:7:344:LYS:CE 33:7:919:GLU:HG3 2.25 0.66
10:¢:66:LEU:N 10:¢:212:GLU:OE1 2.24 0.66
4:1:228:LYS:NZ 5:j:154:TYR:O 2.27 0.66
5:3:203:ARG:NH2 5:3:205:ASP:OD2 2.28 0.66
6:k:41:HIS:CD2 6:k:109:LYS:HD3 2.31 0.66
6:6:130: TYR:OH 6:6:145:ASP:0OD1 2.14 0.66
7:7:241:HIS:HA 5:3:205:ASP:HA 1.77 0.66
15:H:334:LEU:HD22 | 20:M:282:GLU:HG3 1.77 0.66
16:1:425:GLU:HA 16:1:428:LEU:HD12 1.78 0.66
17:J:211:1ILE:HD12 17:J:245:1LE:HG12 1.78 0.66
17:J:345:LYS:HA 17:J:348:GLU:OE1 1.96 0.66
18:K:67:TYR:CE2 21:N:608:LEU:HD12 2.31 0.66
21:N:36:TRP:HB2 21:N:68:VAL:HG22 1.77 0.66
21:N:140:MET:O 21:N:144:CYS:N 2.24 0.66
22:0:250: TRP:HH2 22:0:271:LYS:HB2 1.61 0.66
23:P:54:SER:HB2 23:P:88:GLN:NE2 2.11 0.66
24:Q:40:ALA:HB2 24:Q:46:VAL:HG22 1.78 0.66
24:Q:314:PHE:CD2 24:Q:339:TYR:CD2 2.83 0.66
25:R:200:LYS:HD2 25:R:200:LYS:C 2.21 0.66
25:R:206:ARG:O 25:R:210: TYR:N 2.19 0.66
31:X:113:GLU:HG3 31:X:122:TYR:HB2 1.76 0.66
31:X:123:ASN:HA 31:X:126:ILE:HB 1.78 0.66
33:72:789:GLN:HG2 33:72:792:VAL:CB 2.25 0.66
1:8:30: THR:OG1 1:8:161:ALA:N 2.27 0.66
17:J:114:CYS:O 17:J:123:HIS:N 2.28 0.66
17:J:338: THR:HA 25:R:237: THR:HG23 1.78 0.66
18:K:103:ILE:H 18:K:108:GLY:HA2 1.60 0.66
18:K:342:SER:H 18:K:344:ARG:HH12 1.41 0.66
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19:L:228:LYS:NZ 19:1:327: THR:O 2.23 0.66
20:M:134:LEU:HB2 20:M:156:LEU:O 1.96 0.66
20:M:329:ARG:HG2 20:M:330:VAL:N 2.10 0.66
21:N:321:LEU:HG 21:N:323:GLY:N 2.08 0.66
21:N:424:LYS:O 21:N:428:VAL:N 2.20 0.66
22:0:171:PHE:O 22:0:175:ASN:N 2.22 0.66
23:P:260:VAL:O 23:P:264:1LE:N 2.27 0.66
24:Q:178:HIS:O 24:Q:182:SER:N 2.23 0.66
24:Q:420:ASN:HA 25:R:413:LYS:NZ 2.11 0.66
33:7Z:209:PRO:HA 33:7:212:LEU:HB3 1.78 0.66
10:¢:43:GLY:HA2 10:¢:146:TYR:CZ 2.31 0.66
11:d:53:LYS:HG2 11:d:54:LEU:H 1.60 0.66
12:e:17:PRO:HA 13:£:24:TYR:CD1 2.30 0.66
13:£:93:ASN:O 13:£:97:LEU:N 2.26 0.66
14:¢:121:GLN:O 14:2:124:THR:OG1 2.14 0.66
5:j:12:VAL:HG22 5:3:25:CYS:HB3 1.76 0.66
1:8:75:GLY:HA3 1:8:126:VAL:HA 1.78 0.66
10:C:43:GLY:HA2 10:C:146:TYR:CZ 2.31 0.66
17:J:39:GLU:O 26:5:480:ARG:NH2 2.27 0.66
18:K:49:PHE:HB2 21:N:152:LEU:HD12 1.77 0.66
18:K:341:PRO:C 18:K:342:SER:HG 2.03 0.66
21:N:123:PHE:HZ 21:N:161: TYR:HB2 1.61 0.66
21:N:398:ARG:HH21 | 21:N:442:LEU:HD22 1.61 0.66
21:N:779:GLU:HG2 21:N:866: TYR:HE1 1.61 0.66
22:0:326:HIS:O 22:0:330:ARG:N 2.23 0.66
23:P:173:MET:O 23:P:177:ILE:N 2.20 0.66
25:R:382:ASP:CB 26:5:399:TYR:CB 2.71 0.66
26:S:61:SER:N 26:S:133:GLU:OE2 2.29 0.66
26:S:368:LYS:HA 26:S:371:LEU:HD12 1.78 0.66
33:7:364:ASN:HD22 33:72:954:PRO:CD 2.08 0.66
9:b:205:ASN:H 9:b:208: THR:HG1 1.42 0.66
13:£:186:PRO:O 13:£:190:ILE:N 2.20 0.66
6:k:130:TYR:OH 6:k:145:ASP:OD1 2.14 0.66
1:8:127:HIS:ND1 1:8:144:PHE:O 2.29 0.66
2:9:80:ASP:0OD1 2:9:81:ASN:N 2.29 0.66
2:9:180:GLY:O 2:9:184:ALA:N 2.22 0.66
14:G:218:TRP:CZ3 14:G:224: THR:HG23 2.31 0.66
16:1:261:LYS:HA 16:1:264:ALA:HB3 1.76 0.66
18:K:89:ILE:O 29:V:148:LYS:NZ 2.18 0.66
18:K:216:GLY:H 18:K:220: THR:H 1.44 0.66
20:M:147:GLY:O 20:M:156:LEU:N 2.29 0.66
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:398:ARG:O 21:N:402:GLY:N 2.28 0.66
21:N:714:THR:O 21:N:754: THR:N 2.29 0.66
22:0:196:LEU:HD23 | 22:0:233:LEU:HD21 1.78 0.66
23:P:177:ILE:HA 23:P:180:ILE:HD12 1.78 0.66
23:P:396:PRO:HD2 | 24:Q:357:VAL:HG12 1.78 0.66
24:QQ:388:GLY:H 24:Q:397:LEU:CD2 2.09 0.66
25:R:188:LYS:HB2 25:R:217:HIS:CG 2.31 0.66
28:U:279:SER:O 28:U:282:VAL:N 2.29 0.66
33:7Z:516:THR:HG22 33:7:556:1LE:HG22 1.77 0.66
13:£:195:GLU:O 13:f:198:SER:OG 2.11 0.66
2:2:232:1LE:O 2:2:240: THR:N 2.26 0.65
2:9:86:ILE:HD12 2:9:93:MET:HG3 1.78 0.65
2:9:136:ARG:HB3 2:9:142:PRO:HA 1.78 0.65
10:C:27:GLU:O 10:C:30:SER:OG 2.08 0.65
13:F:39:ARG:HA 13:F:44:ALA:HA 1.77 0.65
16:1:242:PRO:HG3 16:1:346:ARG:C 2.21 0.65
16:1:244:LYS:HZ1 16:1:340:LEU:HG 1.61 0.65
19:L:246:SER:N 19:L:279:PHE:O 2.27 0.65
20:M:389:ALA:HA 20:M:392:LYS:HB3 1.79 0.65
21:N:184:LYS:HB3 21:N:188:TYR:CZ 2.31 0.65
21:N:444:HIS:O 21:N:448:LEU:N 2.29 0.65
22:0:102:LEU:CD2 22:0:128:LEU:CD1 2.71 0.65
24:QQ:154:SER:O 24:Q:158:1LE:N 2.22 0.65
24:Q:382:LEU:HD13 | 24:Q:402:THR:CG2 2.25 0.65
24:Q:383:ASP:CA 24:QQ:384:1L.YS:CB 2.70 0.65
25:R:47:ALA:HA 25:R:50:VAL:HB 1.77 0.65
25:R:383:ARG:HB3 26:5:406:ASP:0OD1 1.96 0.65
26:S:232:MET:HA 26:S:235:ASN:HB2 1.78 0.65
26:S:321:GLN:O 26:5:325:GLY:N 2.29 0.65
26:S:404:LEU:O 26:S:408:CYS:N 2.27 0.65
26:S:422:MET:CA 26:S:425:ARG:HG2 2.26 0.65
26:S:461:PHE:O 26:S:465:1ILE:N 2.18 0.65
28:U:124:ASP:0OD2 28:U:128:GLN:N 2.28 0.65
31:X:85:ARG:HB3 31:X:101:LEU:HD13 1.78 0.65
10:c:4:ARG:HG2 11:d:6:ARG:HH12 1.60 0.65
5:5:161:GLU:HA 5:5:164:PHE:HB3 1.79 0.65
11:D:216:LYS:N 11:D:220:ASP:O 2.24 0.65
20:M:216:LYS:HE3 20:M:321:VAL:HG21 1.78 0.65
21:N:227:LYS:0O 21:N:231:ASN:N 2.25 0.65
21:N:606:VAL:O 21:N:610:SER:N 2.19 0.65
21:N:686:1LE:HA 21:N:696:LYS:HE3 1.76 0.65
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24:Q:27'TYR:CD1 24:Q:57:SER:HB2 2.32 0.65
24:Q:55:GLU:O 24:Q:59:LEU:N 2.27 0.65
24:Q:182:SER:HA 24:Q:194:SER:HA 1.77 0.65
24:Q:230:LYS:HG3 24:Q:232:TYR:CZ 2.31 0.65
26:S:201:ILE:HA 27:T:46:ILE:HD11 1.77 0.65
29:V:40:HIS:CD2 29:V:49:VAL:HB 2.31 0.65
29:V:240:ALA:H 29:V:242:LYS:HZ3 1.44 0.65
33:7:361:HIS:HA 33:7:364:ASN:CB 2.26 0.65
5:j:161:GLU:HA 5:j:164:PHE:HB3 1.79 0.65
7:1:152:ALA:O 7:1:155:SER:OG 2.11 0.65
5:5:28:ARG:HB2 5:5:183: TRP:HB2 1.78 0.65
5:5:50:PHE:HE2 5:5:195:VAL:HG11 1.61 0.65
9:B:205:ASN:H 9:B:208: THR:HG1 1.43 0.65
12:E:45:GLY:HA2 12:E:153:TYR:CE1 2.30 0.65
15:H:200:VAL:HG22 15:H:272:1LE:HG23 1.79 0.65
17:J:133:LEU:HD23 17:J:134:VAL:H 1.60 0.65
18:K:408:GLU:O 18:K:412:ALA:N 2.25 0.65
19:L:132:ARG:H 19:1:135:VAL:HG11 1.61 0.65
19:L:379:ALA:HB2 19:1:415:LEU:HD21 1.79 0.65
21:N:344: THR:HG23 21:N:375:HIS:ND1 2.11 0.65
21:N:762:ARG:NE 21:N:764:SER:OG 2.30 0.65
22:0:44:SER:OG 22:0:73:ILE:HG12 1.95 0.65
23:P:147:LYS:HA 23:P:150:GLU:HB2 1.76 0.65
23:P:325:ASP:0OD1 23:P:327:LEU:N 2.29 0.65
24:Q:227:CYS:HB3 24:Q:334:HIS:HE1 1.61 0.65
24:Q:428:GLU:O 24:Q:431:SER:OG 2.13 0.65
25:R:186: TYR:CE2 25:R:187:VAL:HG23 2.31 0.65
25:R:204:TRP:NE1 25:R:237:THR:HG21 2.11 0.65
25:R:400: TYR:HH 28:U:274:-MET:C 2.03 0.65
26:S:3:SER:O 26:S:7:-MET:N 2.21 0.65
26:S:268:LEU:O 26:S:272: TYR:N 2.24 0.65
26:S:311:GLN:O 26:S:315:LYS:N 2.19 0.65
28:U:281:LEU:O 28:U:285:ILE:N 2.30 0.65
33:7:269:TYR:C 33:7:272: TYR:CD2 2.73 0.65
13:£:228:GLU:CD 13:£:228:GLU:H 2.03 0.65
14:2:68:GLN:NE2 14:2:86:ARG:HG2 2.12 0.65
7:7:76: THR:HG23 7:7:108:LYS:HE2 1.78 0.65
7:7:76:THR:CG2 7:7:108:LYS:NZ 2.52 0.65
18:K:183:GLU:O 18:K:187:ALA:N 2.27 0.65
19:L:306:MET:HG3 19:L:309:LEU:HD23 1.78 0.65
20:M:149:ASN:N 20:M:154:LEU:O 2.29 0.65
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:187:ASN:HA 21:N:190:LEU:HB3 1.77 0.65
23:P:291:LYS:C 23:P:293:LEU:HB3 2.22 0.65
27:T:18:GLY:HA2 27:T:20: TYR:CZ 2.31 0.65
29:V:95:LEU:O 29:V:100:ARG:N 2.30 0.65
29:V:108: TYR:HA 29:V:139:VAL:HB 1.78 0.65
33:72:165:TYR:CE2 33:7:223:LEU:HB3 2.30 0.65
11:d:37:LYS:HE2 11:d:160:SER:HA 1.77 0.65
13:£:137:TYR:CZ 13:£:218:LYS:HA 2.31 0.65
2:9:132:VAL:HA 2:9:135:GLN:OE1 1.97 0.65
10:C:51:LYS:HG2 10:C:52:VAL:HG23 1.79 0.65
15:H:218:ILE:HA 15:H:221:LEU:HB2 1.79 0.65
17:J:129:LYS:HE2 17:J:129:LYS:CA 2.26 0.65
18:K:210:LEU:HB2 18:K:334:LEU:HD21 1.79 0.65
21:N:307:LYS:HD2 21:N:309:ILE:HD11 1.78 0.65
21:N:427:ILE:O 21:N:431:SER:N 2.28 0.65
22:0:137:TYR:CE1 22:0:146:ALA:HA 2.32 0.65
23:P:431:HIS:HA 29:V:230:TYR:CZ 2.30 0.65
24:Q:145:HIS:HA 24:Q:148:LYS:HB3 1.78 0.65
26:5:50:PRO:O 26:5:54:TRP:N 2.20 0.65
31:X:103:GLU:HB3 31:X:105:ASN:HD21 1.62 0.65
33:7:585:LEU:HG 33:7:603:VAL:CG2 2.25 0.65
8:a:96:ARG:HH21 8:a:124:LEU:HD21 1.62 0.65
6:k:148:TYR:O 6:k:149:ARG:NH1 2.22 0.65
11:D:70:HIS:CE1 11:D:103:PRO:HB2 2.31 0.65
16:1:287:GLY:H 17:J:223:ILE:HD13 1.60 0.65
18:K:178:ASP:O 18:K:182: GLN:N 2.24 0.65
19:1:282:GLU:OE1 19:1:328:ASN:N 2.28 0.65
23:P:393:VAL:HG23 24:Q:352:GLU:N 2.00 0.65
24:Q:62:GLY:HA2 24:Q:65:TYR:CD2 2.31 0.65
24:Q:314:PHE:CB 24:Q:342:LEU:CD1 2.74 0.65
24:QQ:389:VAL:CB 25:R:347:THR:CA 2.75 0.65
25:R:259:PHE:CE1 25:R:333:MET:CE 2.79 0.65
25:R:263:ARG:HB3 25:R:263:ARG:CZ 2.26 0.65
28:U:167:GLU:HG2 29:V:35:LEU:HB3 1.79 0.65
29:V:26:THR:OG1 29:V:61:TYR:O 2.13 0.65
30:W:49:VAL:H 30:W:71:LYS:HZ1 1.45 0.65
33:7:272:TYR:HB2 33:7:276:ASN:OD1 1.96 0.65
33:7:361:HIS:HA 33:7:364:ASN:CG 2.22 0.65
9:b:1:MET:H3 14:¢:129:VAL:HG13 1.61 0.65
12:e:14:THR:HG22 12:e:22:PHE:HE2 1.61 0.65
12:e:128:SER:H 13:£:125:GLY:CA 2.09 0.65
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Atom-1 Atom-2 distance (A) overlap (A)
7:1:256: THR:N 7:1:259:GLY:O 2.29 0.65
13:F:137:TYR:CZ 13:F:218:LYS:HA 2.31 0.65
16:1:281: GLN:O 17:J:220: GLN:O 2.14 0.65
18:K:98:GLN:HG2 18:K:255:ARG:NH2 2.11 0.65
18:K:162: GLY:HA3 18:K:236:ARG:HB3 1.79 0.65
19:L:263:ILE:O 19:L:267:PHE:N 2.28 0.65
19:1:290:ARG:NH1 19:1.:302:GLN:HB2 2.12 0.65
20:M:23:LEU:O 20:M:26:SER:OG 2.11 0.65
23:P:102:GLU:O 23:P:106:SER:N 2.29 0.65
24:Q:126:LYS:HG2 24:Q:134:LYS:NZ 2.11 0.65
24:Q:267:LEU:HG 24:Q:271:MET:HG3 1.78 0.65
25:R:350:LEU:HD11 25:R:365:ASP:OD1 1.95 0.65
26:S:13:SER:HA 26:S:16:ASN:HB2 1.78 0.65
27:T:49:ASP:HB3 27:T:53:ASN:HB2 1.78 0.65
29:V:237:ASN:HB2 29:V:238:LEU:CB 2.27 0.65
30:W:113:PHE:HE1 | 30:W:181:LEU:HD21 1.62 0.65
31:X:86:1LE:HG21 31:X:98:PHE:HB3 1.79 0.65
33:72:806:GLU:O 33:7:810:ASN:N 2.26 0.65
33:7:987:PRO:HB3 33:7:990:ARG:NH2 2.12 0.65
13:£:176:LEU:HD13 14:g:58:LEU:HD23 1.78 0.65
5:3:28:ARG:HB2 5:j:183: TRP:HB2 1.78 0.65
2:2:48:LYS:HA 2:2:53:VAL:HA 1.76 0.65
2:2:86:1LE:HD12 2:2:93:MET:HG3 1.78 0.65
1:8:212:GLU:HB3 4:1:58:LYS:HD3 1.77 0.65
15:H:40:TYR:O 15:H:44:PRO:N 2.29 0.65
15:H:379:LEU:O 15:H:413:ASN:HB3 1.97 0.65
16:1:207:SER:HB3 16:1:265:ASN:HD22 1.61 0.65
18:K:100:LEU:HD12 18:K:109:ILE:HG12 1.78 0.65
18:K:244:HIS:CE1 18:K:250:GLY:H 2.15 0.65
18:K:394:ALA:HB1 18:K:399:ARG:HB2 1.79 0.65
21:N:377:GLY:N 21:N:411:ILE:HG23 2.12 0.65
22:0:66:VAL:HA 22:0:69:PHE:HB2 1.78 0.65
23:P:124:VAL:O 23:P:136:ARG:HB3 1.97 0.65
24:Q:285:LYS:HA 24:QQ:288:LYS:HE2 1.78 0.65
25:R:44:LYS:HG3 25:R:91: TRP:CH2 2.32 0.65
25:R:204: TRP:HA 25:R:207:ARG:HH11 1.62 0.65
25:R:365:ASP:0O 25:R:369:GLY:N 2.19 0.65
26:S:217:PHE:HA 26:S:220:ILE:HB 1.77 0.65
26:S:343:LEU:HG 26:S:347:HIS:CE1 2.32 0.65
30:W:21:PHE:HZ 30:W:181:LEU:HB2 1.62 0.65
33:7:761:PHE:HD2 33:7:780:MET:HE1 1.61 0.65
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8:a:69:VAL:HA 14:¢:158: TRP:HZ3 1.61 0.65
12:e:71:ASP:OD1 12:e:72:ARG:N 2.27 0.65
13:f:14:SER:H 13:f:18:ARG:H 1.44 0.65
2:2:151:GLY:N 2:2:159:PHE:O 2.29 0.65
8:A:69:VAL:HA 14:G:158:TRP:CZ3 2.32 0.65
9:B:33: THR:HA 9:B:165:GLY:HA3 1.78 0.65
15:H:331:ARG:O 15:H:335:GLU:N 2.20 0.65
15:H:415:THR:O 15:H:419:LEU:HG 1.96 0.65
18:K:76:LYS:O 18:K:79:LEU:HB3 1.97 0.65
18:K:85:GLU:O 18:K:88:ARG:N 2.30 0.65
21:N:20:VAL:O 21:N:24:ALA:N 2.20 0.65
23:P:127:GLU:HG2 23:P:128:ASN:H 1.62 0.65
23:P:431:HIS:NE2 28:U:156:HIS:HB3 2.11 0.65
26:S:236:LEU:O 26:S:240:ASP:N 2.25 0.65
29:V:290:ASN:HA 29:V:293:VAL:HG12 1.78 0.65
30:W:78:ASP:0O 30:W:79:THR:OG1 2.14 0.65
33:2:761:PHE:CE2 33:7:783:VAL:CG2 2.60 0.65
2:2:132:VAL:HA 2:2:135:GLN:OE1 1.97 0.65
4:4:36:LYS:N 4:4:152:TYR:O 2.29 0.65
10:C:64:GLU:HG3 10:C:65:LYS:HG3 1.78 0.65
15:H:382:LEU:O 15:H:408:SER:OG 2.12 0.65
16:1:358:ILE:HG13 16:1:359:GLU:H 1.61 0.65
17:J:181:GLN:HG2 17:J:286:LYS:HD2 1.79 0.65
18:K:404:GLN:O 18:K:408:GLU:N 2.19 0.65
20:M:82:VAL:H 20:M:142:PRO:HA 1.62 0.65
21:N:259:PHE:HA 21:N:262:VAL:HG12 1.79 0.65
21:N:314:LEU:O 21:N:318:LYS:N 2.28 0.65
21:N:618:ARG:O 21:N:621: THR:0G1 2.15 0.65
24:Q:24:GLU:OE2 24:Q:73:LYS:NZ 2.30 0.65
25:R:300:ASP:0D2 25:R:303:SER:OG 2.08 0.65
27:T:140:SER:HA 27:T:143:SER:HB2 1.79 0.65
31:X:37:PRO:HG2 31:X:41:GLU:HA 1.79 0.65
33:7:281:ALA:O 33:7:285:ALA:N 2.30 0.65
33:7Z:518:LEU:HD13 33:7:524:ALA:HB3 1.79 0.65
9:b:57:-MET:O 9:b:60: THR:OG1 2.12 0.65
12:e:44:GLU:OE1 12::193:LEU:N 2.25 0.65
5:j:34:LEU:HD22 6:k:138:PHE:HE1 1.62 0.65
5:j:50:PHE:HE2 5:j:195:VAL:HG11 1.61 0.65
5:3:54: THR:OG1 5:3:139:SER:OG 2.13 0.65
5:3:135:ASP:0OD1 5:j:136:PHE:N 2.29 0.65
12:E:14:THR:HG22 12:E:22:PHE:HE2 1.61 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
16:1:281:GLN:CG 17:J:223:ILE:HG23 2.24 0.64
16:1:407:LEU:HD11 16:1:443:PHE:HD2 1.60 0.64
17:J:154: THR:HA 17:J:157:ILE:HB 1.79 0.64
18:K:156:SER:HB3 19:L:126:ARG:NE 2.12 0.64
19:1:285:ALA:H 20:M:303:ARG:HH21 1.42 0.64
20:M:72:ASN:CB 20:M:73:ARG:HG3 2.27 0.64
20:M:369: THR:OG1 20:M:408:SER:O 2.11 0.64
21:N:36:TRP:O 21:N:40:SER:N 2.30 0.64
22:0:91:ASP:0OD1 22:0:92:PHE:N 2.28 0.64
22:0:266:PHE:HD1 22:0:269:LEU:HD12 1.62 0.64
23:P:113:ASN:HA 23:P:116:ILE:HB 1.79 0.64
27:T:266:TYR:O 27:T:270:ILE:N 2.30 0.64
33:7:307:HIS:NE2 33:7:339:PHE:O 2.31 0.64
33:7:987:PRO:HA 33:7:990:ARG:HB3 1.78 0.64
10:¢:51:LYS:HG2 10:¢:52:VAL:HG23 1.79 0.64
2:2:80:ASP:0OD1 2:2:81:ASN:N 2.29 0.64
6:6:41:HIS:CD2 6:6:109:LYS:HD3 2.31 0.64
15:H:292:ARG:O 15:H:296:GLU:N 2.25 0.64
16:1:167:LEU:HD12 16:1:186:VAL:HG11 1.79 0.64
16:1:357:LYS:HB3 16:1:360: THR:HG21 1.79 0.64
16:1:399:SER:HA 16:1:437:GLN:HE21 1.63 0.64
17:J:337:LEU:H 25:R:204:TRP:CD1 2.15 0.64
19:L:77:ARG:HD3 20:M:16:ASP:HA 1.80 0.64
21:N:772:GLN:HA 21:N:869:ASP:HB2 1.78 0.64
22:0:15:ARG:N 22:0:16:MET:C 2.55 0.64
23:P:287:ASP:O 23:P:289:ASN:N 2.30 0.64
23:P:302:LEU:O 23:P:310:ARG:NH1 2.29 0.64
24:QQ:219:ASP:HB2 24:QQ:242:SER:HB3 1.78 0.64
25:R:334:ARG:O 25:R:337:VAL:CG1 2.45 0.64
26:S:205:ASN:ND2 27:T:44:LEU:O 2.29 0.64
27:T:89:TYR:CD1 27:T:102:LYS:HB3 2.32 0.64
33:7Z:605:SER:C 33:2:878:LEU:CD1 2.71 0.64
1:1:65:CYS:HA 1:1:88:LYS:HE2 1.80 0.64
2:9:42:THR:CG2 2:9:74:ARG:HH21 2.02 0.64
9:B:98:LYS:0O 9:B:102:GLY:N 2.20 0.64
12:E:214:GLU:HG3 12:E:233:ASN:HB3 1.80 0.64
14:G:37:SER:HB3 14:G:50:VAL:HG23 1.80 0.64
17:J:366:GLY:O 17:J:370:LEU:N 2.21 0.64
18:K:99:PHE:HD1 18:K:110: VAL:HG12 1.61 0.64
18:K:353:PHE:HB3 18:K:368:LEU:HD22 1.79 0.64
20:M:411:LYS:HE2 20:M:413:GLU:HB3 1.78 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:4:THR:HA 26:S:208:ILE:HD13 1.79 0.64
21:N:668: THR:HB 21:N:675:VAL:HG21 1.78 0.64
22:0:333:SER:HA 23:P:305: THR:HG22 1.79 0.64
23:P:133:GLU:HA 23:P:136:ARG:CG 2.28 0.64
24:QQ:404:ASN:ND2 25:R:393:PRO:HG2 2.12 0.64
25:R:383:ARG:H 26:S:402:ILE:HD12 1.61 0.64
33:72:602:LEU:HG 33:7:882:LEU:CD2 2.26 0.64
33:7:881:1LE:O 33:7:884:THR:N 2.29 0.64
33:7:926:ASN:O 33:7:993:GLU:HG3 1.97 0.64
8:a:41:ASN:HA R:a:172:GLY:HA3 1.79 0.64
8:a:55:SER:O 8:a:224:GLU:N 2.25 0.64
11:d:89:ALA:HB1 11:d:109:LEU:HD11 1.79 0.64
6:k:68:SER:O 6:k:72:ASP:N 2.31 0.64
2:2:160:LEU:HG 2:2:175:LEU:HD12 1.79 0.64
6:6:68:SER:O 6:6:72:ASP:N 2.31 0.64
13:F:67:ASP:N 13:F:70:MET:O 2.30 0.64
15:H:167:ASP:HB3 15:H:174:VAL:HG21 1.79 0.64
15:H:182:ASN:HB3 15:H:185:LEU:HD11 1.79 0.64
16:1:157:VAL:HG23 16:1:183:ILE:HG13 1.78 0.64
16:1:251:ALA:HB1 17:J:306:ARG:NH1 2.13 0.64
17:J:134:VAL:HG12 17:J:135:SER:H 1.62 0.64
17:J:228:ARG:NH1 17:J:232:GLU:OE2 2.31 0.64
18:K:106:ASN:HA 18:K:122:ILE:HG12 1.79 0.64
18:K:252:ARG:HG3 18:K:255:ARG:NH2 2.11 0.64
20:M:244:LEU:HD23 | 20:M:278:ILE:HG23 1.79 0.64
23:P:254:GLU:O 23:P:258:LYS:N 2.31 0.64
24:QQ:19:GLN:NE2 24:QQ:21:ASN:HB3 2.13 0.64
25:R:369:GLY:CA 25:R:372:ILE:HD12 2.28 0.64
26:S:411:LEU:C 26:S:414:ASP:H 2.04 0.64
31:X:85:ARG:HB2 31:X:117:LYS:H 1.60 0.64
33:72:217:GLU:HA 33:2:217:GLU:OE1 1.97 0.64
8:a:206:ALA:O 8:a:210:MET:N 2.23 0.64
9:b:119:GLN:HE22 10:¢:83:ASP:HA 1.60 0.64
1:1:208: THR:0G1 4:4:225:ARG:NH2 2.30 0.64
1:1:213:ARG:CZ 4:4:58:LYS:HG3 2.27 0.64
3:3:196:VAL:HB 3:3:203:GLU:HB3 1.80 0.64
4:4:245:SER:O 5:5:197:LYS:N 2.27 0.64
8:A:206:ALA:O 8:A:210:MET:N 2.23 0.64
8:A:243:GLU:CD 8:A:244:ARG:HH12 2.06 0.64
11:D:89:ALA:HB1 11:D:109:LEU:HD11 1.79 0.64
15:H:277:SER:OG 15:H:310:GLU:OE1 2.15 0.64

Continued on next page...




Page 130

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
16:1:288:PRO:HG2 16:1:331:ARG:NH1 2.11 0.64
18:K:326:PRO:O 18:K:330:ARG:N 2.31 0.64
19:1:254:LYS:HG3 19:L:256:ILE:CD1 2.22 0.64
19:L:283:VAL:HG12 19:L:287:GLY:HA3 1.80 0.64
21:N:167:GLU:HG3 21:N:213:PHE:CZ 2.32 0.64
22:0:216:ASP:O 22:0:220:SER:N 2.29 0.64
22:0:309:SER:OG 22:0:348:VAL:O 2.13 0.64
23:P:80: THR:HG22 23:P:84:LYS:HE3 1.79 0.64
23:P:168:TYR:HD1 23:P:171:MET:HB3 1.63 0.64
23:P:247: THR:O 23:P:251:LYS:N 2.24 0.64
25:R:264: THR:HA 25:R:267:LYS:HE2 1.79 0.64
25:R:315:VAL:C 25:R:318:PRO:HD2 2.23 0.64
27:T:27.LEU:HB2 27:T:28:PRO:HD3 1.80 0.64
27:T:51:TYR:HA 27:T:55:LEU:HB3 1.77 0.64
27:T:252:GLU:CG 27:T:256:LYS:HB2 2.27 0.64
27:T:256:LYS:O 27:T:260:ILE:HG13 1.96 0.64
28:U:50:ASN:OD1 28:U:51:SER:N 2.27 0.64
30:W:114:VAL:N 30:W:142:ILE:O 2.30 0.64
31:X:13:GLY:HA3 31:X:29:VAL:O 1.96 0.64
33:7:305:VAL:HG22 33:7:308:LYS:HD2 1.80 0.64
33:7:390:LEU:HD11 33:7:859:LYS:HD3 1.79 0.64
9:h:225:THR:N 4:1:213:ALA:O 2.28 0.64
13:£:38: LEU:HA 13:f:158:GLY:HA2 1.80 0.64
13:£:111:LEU:O 13:f:115:LYS:N 2.30 0.64
3:h:118:VAL:O 3:h:130: TYR:N 2.26 0.64
7:1:191:ASP:OD1 7:1:195: THR:N 2.21 0.64
3:3:85:'TYR:O 3:3:89:TYR:N 2.28 0.64
11:D:187:-THR:HB 11:D:190:GLU:HG2 1.80 0.64
15:H:228:PRO:HB3 15:H:235:PHE:HE2 1.61 0.64
15:H:282:LYS:HE3 17:J:223:1LE:N 2.11 0.64
18:K:342:SER:H 18:K:344:ARG:NH1 1.96 0.64
19:L:108:VAL:O 19:L:143:GLY:N 2.31 0.64
21:N:295:THR:O 21:N:299:TYR:N 2.20 0.64
22:0:79:VAL:HA 22:0:83:LEU:HB2 1.78 0.64
22:0:310:PHE:O 22:0:314:SER:N 2.31 0.64
23:P:238:ALA:HB2 23:P:267:PHE:HB2 1.79 0.64
23:P:299:LEU:HA 23:P:302:LEU:HB2 1.80 0.64
24:Q:247:HIS:ND1 24:Q:289:GLU:HG2 2.13 0.64
25:R:128:LEU:O 25:R:132:GLN:N 2.30 0.64
26:5:330:LEU:HD13 26:S:342:LEU:HD21 1.77 0.64
28:U:20:ASP:0O 28:U:24:ARG:N 2.24 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
33:7:216:GLY:CA 33:7:217:GLU:HG2 2.23 0.64
33:7:361:HIS:ND1 33:7:961:GLU:HB3 2.12 0.64
33:7:585:LEU:HD11 33:Z:600:GLU:O 1.98 0.64
8:a:242:GLU:HA 8:a:245:LEU:HB2 1.80 0.64
11:d:43:VAL:HG22 11:d:214:VAL:HG22 1.80 0.64
11:d:70:HIS:HA 11:d:219:SER:HA 1.79 0.64
13:£:13:PHE:N 14:¢:23:GLN:HE22 1.96 0.64
2:9:153:GLN:N 2:9:157:ASP:0O 2.23 0.64
15:H:434:ARG:HB3 33:7:929:VAL:HG21 1.79 0.64
16:1:130:PRO:HB2 17:J:96:VAL:HG12 1.78 0.64
16:1:281:GLN:HG3 17:J:224:GLY:N 2.12 0.64
19:L:123:SER:HB2 20:M:125:GLN:HG2 1.78 0.64
19:L:300:GLU:CA 19:L:303:ARG:HH12 2.10 0.64
23:P:393:VAL:CG2 24:Q:352:GLU:H 1.98 0.64
24:QQ:404:ASN:CG 25:R:393:PRO:HG2 2.23 0.64
25:R:148:ASP:OD1 25:R:148:ASP:N 2.29 0.64
26:S:359:LYS:0O 26:S:362:SER:OG 2.16 0.64
28:U:171:VAL:HG22 | 29:V:213:LEU:HD21 1.79 0.64
29:V:267:LYS:NZ 29:V:273:ARG:HA 2.12 0.64
33:7:216:GLY:HA2 33:72:217:GLU:CB 2.23 0.64
33:7:564:ARG:CG 33:7:594:PRO:CB 2.68 0.64
3:h:27:PHE:N 3:h:30:GLY:O 2.21 0.64
7:1:233:LYS:HD2 7:1:252:LEU:HD11 1.77 0.64
1:1:75:GLY:HA3 1:1:126:VAL:HA 1.78 0.64
2:2:135:GLN:O 2:2:139:LYS:N 2.30 0.64
7:7:256: THR:N 7:7:259:GLY:O 2.29 0.64
2:9:160:LEU-HG 2:9:175:LEU:HD12 1.79 0.64
8:A:41:ASN:HA 8:A:172:GLY:HA3 1.79 0.64
9:B:14:PRO:HA 10:C:24:TYR:CE1 2.33 0.64
11:D:68:ASP:0OD1 11:D:69:SER:N 2.31 0.64
11:D:70:HIS:HA 11:D:219:SER:HA 1.79 0.64
13:F:14:SER:H 13:F:18:ARG:H 1.44 0.64
15:H:105:ILE:HB 15:H:144:LYS:HA 1.78 0.64
16:1:398:LEU:HD13 16:1:402:VAL:HB 1.79 0.64
18:K:326:PRO:HA 18:K:329:LEU:HB2 1.79 0.64
19:L:76:GLN:O 19:1:80:ASN:N 2.22 0.64
19:L:278:ILE:O 19:L:324:ILE:N 2.23 0.64
20:M:189:GLN:O 20:M:193:LEU:N 2.23 0.64
21:N:880:ARG:HA 21:N:896:PHE:HE2 1.63 0.64
22:0:147:ARG:HA 22:0:150:LEU:HB3 1.79 0.64
22:0:310:PHE:CZ 22:0:341:1LE:HG23 2.31 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
23:P:235:LEU:HD21 23:P:274:GLY:HA3 1.80 0.64
23:P:396:PRO:HD3 24:QQ:357:VAL:HG12 1.79 0.64
24:Q:151:TYR:O 24:Q:155:LEU:N 2.27 0.64
24:Q:302:VAL:O 24:Q:306:TYR:N 2.28 0.64
25:R:74:ASN:O 25:R:87:SER:OG 2.16 0.64
26:S:257:LEU:HB2 26:S:260:PRO:HD3 1.80 0.64
26:5:268:LEU:HD23 26:S:271:ARG:HD3 1.80 0.64
31:X:26:PRO:O 31:X:100: TRP:NE1 2.30 0.64
31:X:30:GLN:H 31:X:56:PRO:HA 1.63 0.64
33:72:269:TYR:O 33:7:276:ASN:OD1 2.15 0.64
33:7:326:VAL:O 33:7:331:GLY:N 2.27 0.64
8:a:243:GLU:CD R:a:244:ARG:HH12 2.06 0.64
11:d:70:HIS:CE1 11:d:103:PRO:HB2 2.31 0.64
14:g:136: THR:O 14:g:150:MET:HA 1.98 0.64
3:h:18:LEU:HD11 3:h:68:ALA:HA 1.79 0.64
3:h:194:-MET:HB2 3:h:205:LEU:HB2 1.79 0.64
2:2:136:ARG:HB3 2:2:142:PRO:HA 1.78 0.64
3:3:194:MET:HB2 3:3:205:LEU:HB2 1.79 0.64
2:9:34:THR:N 2:9:141:ASN:HA 2.13 0.64
15:H:340:LEU:O 15:H:346:ARG:NH1 2.30 0.64
16:1:281:GLN:HG3 17:J:223:1ILE:CA 2.14 0.64
17:J:299:ILE:HG13 17:J:300:LEU:HG 1.80 0.64
17:J:308:GLY:N 17:J:311:ASP:OD1 2.29 0.64
21:N:306:ASN:ND2 21:N:871:MET:SD 2.71 0.64
21:N:420: THR:HG23 21:N:450:ILE:HA 1.78 0.64
21:N:614:ASN:HD21 21:N:616:HIS:HB2 1.63 0.64
22:0:234:LEU:HD13 | 22:0:255:LEU:HD22 1.78 0.64
22:0:236:HIS:O 22:0:238:ILE:N 2.30 0.64
22:0:331:ALA:O 22:0:334:LEU:HB2 1.98 0.64
22:0:338:LYS:HZ2 22:0:353:VAL:HB 1.63 0.64
23:P:109:SER:H 23:P:112:LEU:HG 1.63 0.64
23:P:115:ARG:O 23:P:119:ILE:HG12 1.98 0.64
23:P:141:LYS:HA 23:P:144:VAL:HB 1.79 0.64
25:R:79:LEU:HD23 25:R:95:ASP:HA 1.80 0.64
25:R:286:LEU:HD22 25:R:289:ILE:HD13 1.80 0.64
25:R:334:ARG:NH2 25:R:367:ASP:CB 2.55 0.64
26:S:234:1LE:HG22 26:S:238:LEU:HG 1.78 0.64
27:T:136:LEU:HD12 27:T:142:LEU:HB3 1.80 0.64
29:V:58:VAL:H 29:V:62:THR:HB 1.63 0.64
33:7:414:GLY:HA2 33:7:417:SER:HB2 1.80 0.64
8:a:32:PHE:O 8:a:35:THR:0G1 2.11 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
10:¢:226: TYR:CE2 10:¢:228:LYS:HB2 2.33 0.64
7:7:152:ALA:O 7:7:196:ARG:NH2 2.30 0.64
12:E:165: TYR:CE2 13:F:60:GLN:HB2 2.33 0.64
14:G:136:THR:O 14:G:150:MET:HA 1.98 0.64
16:1:405:GLU:HA 16:1:408:VAL:HB 1.79 0.64
18:K:100:LEU:HB2 18:K:109:ILE:HG23 1.80 0.64
18:K:182:GLN:O 18:K:186:GLU:N 2.22 0.64
21:N:13:LEU:HD11 21:N:49:LEU:HD11 1.79 0.64
21:N:774:ASN:H 21:N:869:ASP:CG 2.03 0.64
24:Q:74:LEU:O 24:Q:78:ILE:N 2.31 0.64
24:Q:162:LEU:O 24:Q:166:LYS:N 2.31 0.64
25:R:110:ILE:O 25:R:113:LEU:HG 1.98 0.64
26:S:15:VAL:HG13 26:S:18:LEU:HD12 1.80 0.64
26:S:298:ARG:N 26:S:299:LYS:HB3 2.13 0.64
26:S:360:PHE:HZ 26:S:380:CYS:HB3 1.63 0.64
27:T:9:LYS:O 27:T:13:ILE:N 2.30 0.64
27:T:50:ILE:HG13 27 T:51:'TYR:H 1.63 0.64
27:T:168:SER:HA 27:T:171:ILE:HB 1.80 0.64
29:V:186:GLN:HB3 29:V:190:HIS:HD2 1.62 0.64
31:X:17:TYR:HA 31:X:98:PHE:H 1.63 0.64
33:7:747:-ALA:HB2 33:7:761:PHE:CE1 2.32 0.64
8:a:112:MET:HE3 8:a:117:LEU:HB2 1.79 0.64
10:¢:64:GLU:HG3 10:¢:65:LYS:HG3 1.78 0.64
13:£:67:ASP:N 13:£:70:MET:O 2.30 0.64
7:1:84:GLN:N 7:1:221: TRP:O 2.26 0.64
1:1:46:THR:O 1:1:59:GLU:N 2.30 0.63
2:2:127:GLU:HG3 13:£:98:VAL:O 1.98 0.63
15:H:264:ALA:HB1 15:H:271:PHE:HB2 1.79 0.63
17:J:39:GLU:O 17:J:42:ARG:N 2.31 0.63
21:N:344: THR:OG1 21:N:378:ASN:ND2 2.30 0.63
21:N:601: THR:O 21:N:605:ILE:N 2.19 0.63
21:N:623:PHE:O 21:N:627:ILE:N 2.29 0.63
22:0:356:ARG:C 22:0:357:ILE:HG12 2.23 0.63
23:P:144:VAL:HG13 23:P:156:ALA:HB1 1.79 0.63
23:P:283:LYS:HB2 23:P:286:ASN:HB2 1.80 0.63
24:Q:62:GLY:O 24:QQ:66:VAL:N 2.26 0.63
25:R:90:GLU:HG3 25:R:91: TRP:CD1 2.33 0.63
25:R:110:ILE:HG22 25:R:114:ASN:ND2 2.13 0.63
25:R:263:ARG:CZ 25:R:267:LYS:HD3 2.28 0.63
26:5:246:GLU:HG3 27:T:124:SER:HB3 1.80 0.63
30:W:9:VAL:HB 30:W:112:ALA:HA 1.80 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
30:W:161:VAL:HG12 30:W:168:THR:HB 1.79 0.63
33:7:605:SER:CA 33:7:878:LEU:CG 2.65 0.63
3:h:76:ASP:HA 3:h:79:GLN:HB3 1.80 0.63
4:1:37:PHE:HB3 4:1:180:ALA:HB2 1.80 0.63
2:2:67:LEU:HD11 3:3:186:GLY:HA2 1.79 0.63
7:7:137:GLN:O 7:7:141:HIS:N 2.21 0.63
8:A:32:PHE:O 8:A:35:THR:0G1 2.11 0.63
8:A:102:ALA:O 8:A:106:TYR:N 2.23 0.63
9:B:33:THR:HG1 9:B:167:GLY:H 1.45 0.63
14:G:130:ARG:O 14:G:131:PRO:C 2.41 0.63
15:H:255:GLY:O 15:H:259:CYS:N 2.27 0.63
16:1:389:LEU:HD23 16:1:419:ILE:HG23 1.80 0.63
17:J:78: ILE:HG22 17:J:84:VAL:HG23 1.80 0.63
19:1L:407:ARG:HB3 19:1.:409:HIS:O 1.98 0.63
20:M:190:ILE:HA 20:M:193:LEU:HD12 1.79 0.63
21:N:284:PRO:O 21:N:288:ASN:N 2.31 0.63
22:0:83:LEU:HD11 22:0:102:LEU:CG 2.28 0.63
22:0:366:MET:HE2 28:U:233:PHE:CE2 2.34 0.63
23:P:337:HIS:O 23:P:341:LEU:N 2.19 0.63
24:Q:363:SER:O 24:QQ:367:GLY:N 2.31 0.63
25:R:148:ASP:0O 25:R:149:ASN:C 2.41 0.63
27:T:122:PHE:HZ 27:T:145:PRO:HB2 1.62 0.63
28:U:39:GLY:HA2 28:U:49: THR:HG23 1.79 0.63
30:W:98:LEU:HD13 30:W:108:GLN:HB3 1.79 0.63
31:X:14:VAL:O 31:X:29:VAL:HG21 1.98 0.63
33:7:357:1LE:HD13 33:7:959:HIS:NE2 2.13 0.63
33:7:563:VAL:HG12 33:7:595:-MET:H 1.63 0.63
33:7:917:ASN:HB2 33:7:925:VAL:HB 1.79 0.63
12:e:15:PHE:N 13:f:21:GLN:OE1 2.27 0.63
2:2:235:LYS:HG3 2:2:236:ASN:OD1 1.99 0.63
8:A:55:SER:O 8:A:224:GLU:N 2.25 0.63
8:A:96:ARG:HH21 8:A:124:LEU:HD21 1.62 0.63
10:C:226: TYR:CE2 10:C:228:LYS:HB2 2.33 0.63
11:D:213:THR:HA 11:D:223:ALA:HA 1.80 0.63
12:E:16:SER:OG 12:E:20:ARG:N 2.31 0.63
16:1:217:GLN:NE2 16:1:376:LEU:O 2.30 0.63
16:1:227:LEU:HB3 16:1:228:PRO:HD3 1.81 0.63
16:1:287:GLY:N 17:J:223:ILE:HG21 2.13 0.63
18:K:128:ARG:NH1 29:V:272:GLY:O 2.31 0.63
19:L:120:LYS:HA 19:L:126:ARG:HA 1.80 0.63
21:N:170:LEU:O 21:N:174:LEU:N 2.31 0.63
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21:N:738:GLN:O 21:N:745:LEU:HD12 1.98 0.63
22:0:242:1LE:HG13 | 22:0:243:VAL:HG13 1.79 0.63
22:0:382:LYS:HB3 27:T:262:LYS:HZ1 1.63 0.63
23:P:117:SER:O 23:P:121: THR:HG23 1.98 0.63
24:Q:145:HIS:O 24:Q:149:LYS:N 2.31 0.63
24:Q:383:ASP:CB 24:Q:384:LYS:CB 2.69 0.63
25:R:33:LEU:HD12 25:R:43:ARG:O 1.98 0.63
26:S:251:SER:O 26:5:255:SER:N 2.29 0.63
26:5:369:GLN:O 26:S:373:LYS:N 2.25 0.63
27:T:98:GLU:HA 27:T:102:LYS:HZ3 1.63 0.63
30:W:15:TYR:HB2 30:W:115:CYS:HA 1.80 0.63
30:W:101:ARG:NE 30:W:106:GLN:O 2.24 0.63
31:X:48:PHE:CZ 31:X:68:LEU:HB2 2.33 0.63
12:e:14:THR:HG23 13:£:21:GLN:NE2 2.14 0.63
3:h:132:ILE:HG12 3:h:138:VAL:HG22 1.81 0.63
1:1:127:HIS:ND1 1:1:144:PHE:O 2.29 0.63
2:2:34:THR:N 2:2:141:ASN:HA 2.13 0.63
3:3:118:VAL:O 3:3:130:TYR:N 2.26 0.63
8:A:177:GLU:O 8:A:180:THR:OG1 2.12 0.63
8:A:242:GLU:HA 8:A:245:LEU:HB2 1.80 0.63
9:B:149:GLN:OE1 9:B:159: TRP:NE1 2.31 0.63
14:G:179:LEU:O 14:G:183:HIS:N 2.30 0.63
15:H:340:LEU:HB3 15:H:370:ARG:NH1 2.14 0.63
15:H:426:ALA:HA 15:H:429:PHE:HD2 1.62 0.63
16:1:254:. THR:HG23 16:1:255:GLY:H 1.61 0.63
16:1:281:GLN:HB3 17:J:223:ILE:CG1 2.28 0.63
16:1:307:PHE:CE2 16:1:309:ASP:HB2 2.30 0.63
17:J:43:ARG:N 26:S:480:ARG:HH21 1.95 0.63
17:J:116:ARG:N 17:J:121:MET:O 2.31 0.63
17:J:252:SER:HB3 17:J:257:ARG:CZ 2.29 0.63
18:K:245:LYS:O 18:K:247.-LEU:N 2.30 0.63
18:K:288:SER:OG 19:L:256:1LE:HG23 1.94 0.63
19:L:221:TYR:HA 19:L:327: THR:O 1.99 0.63
20:M:83:VAL:HG23 20:M:84:GLU:H 1.63 0.63
20:M:222:GLY:O 20:M:228:LYS:NZ 2.26 0.63
20:M:288: THR:HG22 20:M:290:ARG:H 1.62 0.63
21:N:161:TYR:HA 21:N:202:PHE:CE1 2.34 0.63
23:P:263:HIS:HA 23:P:266: TYR:HB3 1.80 0.63
23:P:403:GLU:CG 23:P:404:LYS:H 2.06 0.63
24:Q:23:ALA:O 24:Q:27:'TYR:N 2.26 0.63
24:Q:62:GLY:HA2 24:QQ:65:'TYR:HD2 1.63 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
24:QQ:143:THR:O 24:Q:147:GLN:N 2.24 0.63
24:Q:335:PHE:HA 24:Q:338:LEU:HB3 1.80 0.63
31:X:66:LEU:HD21 31:X:97:TYR:CG 2.33 0.63
33:7:233:LEU:HD21 33:7:253:VAL:HG13 1.80 0.63
33:72:243:GLN:OE1 33:7:244:ARG:HB2 1.99 0.63
9:b:24:ALA:O 9:b:28:VAL:N 2.24 0.63
10:¢:27:GLU:O 10:¢:30:SER:OG 2.07 0.63
11:d:18:PHE:HB3 11:d:22: TYR:CZ 2.34 0.63
14:g:70:VAL:N 14:g:74:1LE:O 2.25 0.63
7:1:140:LEU:HG 7:1:144:ARG:NH1 2.10 0.63
7:1:214:VAL:O 7:1:217:SER:OG 2.15 0.63
7:7:130:TRP:NE1 1:8:117:TYR:OH 2.29 0.63
9:B:119:GLN:NE2 10:C:83:ASP:HA 2.14 0.63
9:B:148:TYR:HE1 9:B:158:PRO:HB3 1.64 0.63
15:H:171:GLY:C 15:H:173:ARG:H 2.06 0.63
15:H:176:VAL:N 15:H:189:PRO:HG3 2.13 0.63
15:H:316:GLY:HA3 15:H:360: THR:O 1.97 0.63
17:J:26:LYS:HE3 18:K:48:TYR:HE1 1.63 0.63
19:L:113:SER:H 19:L:116:LYS:HB2 1.64 0.63
19:L:170:-MET:-HE1 19:L:269:TYR:CD2 2.34 0.63
19:1:282:GLU:O 20:M:303:ARG:NH2 2.32 0.63
20:M:226: THR:0G1 20:M:228:LYS:HG3 1.98 0.63
23:P:295:SER:O 23:P:299:LEU:N 2.26 0.63
23:P:325:ASP:N 23:P:337:HIS:HE1 1.95 0.63
25:R:369:GLY:CA 25:R:372:ILE:HD11 2.29 0.63
25:R:371:PHE:HB3 25:R:377:LEU:CG 2.28 0.63
26:5:230:LYS:HE2 26:5:256:LYS:HD3 1.80 0.63
27:T:139:ASP:O 27:T:143:SER:N 2.29 0.63
33:7Z:784:SER:OG 33:7Z:788:PRO:HB3 1.98 0.63
33:72:832:ARG:O 33:7:836:SER:N 2.29 0.63
14:¢:179:LEU:O 14:¢:183:HIS:N 2.30 0.63
14:¢:179:LEU:HA 14:¢:182:HIS:HB2 1.80 0.63
4:1:111:MET:O 4:1:115:HIS:N 2.20 0.63
5:j:44:PHE:N 5:j:51:LEU:O 2.27 0.63
3:3:194:MET:O 3:3:205:LEU:N 2.24 0.63
5:5:38:ASN:HD21 7:1:285:VAL:HA 1.64 0.63
12:E:15:PHE:CE2 13:F:126:ARG:HB2 2.34 0.63
14:G:170:GLN:CD 14:G:170:GLN:H 2.07 0.63
15:H:168:ILE:HD11 15:H:185:LEU:HB3 1.79 0.63
15:H:190:ARG:NH1 15:H:191:1LE:HG22 2.14 0.63
16:1:344:ASP:OD1 16:1:345:ASP:N 2.30 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
18:K:56:LYS:HD2 21:N:196: THR:HG22 1.80 0.63
19:L:318:LEU:HB3 19:1:322:LYS:HD3 1.81 0.63
21:N:593:PHE:HE1 21:N:627:ILE:HG21 1.62 0.63
22:0:45:LEU:HD23 22:0:48:PHE:HD?2 1.64 0.63
23:P:111:ASP:HA 23:P:114:THR:HB 1.79 0.63
24:Q:109:ASP:CG 24:Q:114:GLN:HE21 2.05 0.63
24:Q:311:LEU:H 24:QQ:346:ASN:CG 2.07 0.63
24:QQ:386:PHE:HA 24:Q:387:TYR:HB2 1.81 0.63
27:T:266: TYR:HA 27:T:269:SER:HB2 1.81 0.63
29:V:163:ALA:HB2 29:V:184:ASN:HB3 1.81 0.63
32:Y:81:LEU:HA 32:Y:84:TYR:HB3 1.80 0.63
33:7Z:765:MET:SD 33:7Z:773:ARG:HA 2.39 0.63
33:7:783:VAL:O 33:7:787:ASP:C 2.42 0.63
9:b:43:VAL:HG23 9:b:145:PHE:HB3 1.81 0.63
9:h:218:ASN:ND2 9:h:233:PRO:O 2.31 0.63
11:d:94:GLN:HE22 6:k:65:GLN:HB2 1.64 0.63
11:d:138:PHE:HD2 11:d:217:PRO:HA 1.63 0.63
12:e:16:SER:OG 12:€:20:ARG:N 2.31 0.63
13:£:155:GLU:H 14:g:64:ASN:HD21 1.45 0.63
2:2:255:ALA:O 3:3:193:ARG:NH2 2.26 0.63
5:5:75:LYS:O 5:5:79:GLU:N 2.31 0.63
10:C:28:SER:HA 10:C:31:HIS:CD2 2.25 0.63
11:D:18:PHE:HB3 11:D:22: TYR:CZ 2.34 0.63
11:D:120: TYR:HA 11:D:123:SER:HB2 1.81 0.63
14:G:123:HIS:HA 14:G:129:VAL:HB 1.79 0.63
15:H:162:ARG:HB3 20:M:75:LEU:HD13 1.81 0.63
17:J:83:LYS:HA 17:J:97:ASP:HA 1.81 0.63
17:J:173:LEU:O 17:J:176:SER:OG 2.17 0.63
17:J:269:GLN:O 17:J:273:LEU:HG 1.98 0.63
19:L:170:-MET:HG2 19:L:266:MET:HG2 1.79 0.63
20:M:226: THR:HA 20:M:388:GLY:H 1.62 0.63
21:N:207:LEU:O 21:N:210:SER:OG 2.13 0.63
21:N:592:GLY:HA2 21:N:595:LEU:HB2 1.81 0.63
22:0:83:LEU:HD21 22:0:102:LEU:HD22 0.63 0.63
24:QQ:389:VAL:N 24:Q:397:LEU:HG 2.13 0.63
24:Q:423:VAL:HA 24:Q:426:LEU:HB2 1.81 0.63
25:R:310:GLU:O 25:R:314:ASN:ND2 2.31 0.63
25:R:329:PHE:CE1 25:R:333:MET:HG3 2.34 0.63
25:R:400: TYR:O 25:R:403:LEU:CB 2.47 0.63
26:S:293:ILE:O 26:5:299:LYS:NZ 2.32 0.63
26:S:422:MET:CB 26:S:425:ARG:HD3 2.28 0.63
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26:S:461:PHE:CD2 28:U:277:'TYR:HD2 2.16 0.63
29:V:88:GLN:O 29:V:92:MET:N 2.27 0.63
30:W:162:ASN:ND2 30:W:165:GLN:HA 2.14 0.63
33:72:497:PHE:HA 33:7:500:SER:HB2 1.79 0.63
33:2:762:GLY:N 33:7:789:GLN:NE2 2.47 0.63
8:a:65:ASP:N 14:¢:159:GLY:O 2.26 0.63
10:¢c:15:PRO:HA 11:d:22:TYR:CD1 2.34 0.63
5:5:74:TYR:CZ 5:5:78:GLU:HG3 2.34 0.63
2:9:151:GLY:N 2:9:159:PHE:O 2.29 0.63
15:H:292: ARG:NH2 20:M:249:PRO:HB2 2.09 0.63
17:J:324:ARG:O 17:J:328:LEU:N 2.17 0.63
18:K:282:PHE:CE2 19:L:295:-THR:HB 2.32 0.63
19:L:115:GLU:N 19:L:137:ARG:HH21 1.96 0.63
19:1:303:ARG:HH11 19:1:303:ARG:HB3 1.64 0.63
22:0:15:ARG:C 30:W:18:ASN:HD21 2.05 0.63
22:0:83:LEU:HD13 22:0:128:LEU:HD13 1.81 0.63
22:0:370:LEU:HB3 28:U:200:LEU:HD13 1.81 0.63
24:Q:97:LEU:HD21 24:Q:121:SER:HB3 1.80 0.63
24:Q:243:PHE:O 24:Q:247:HIS:N 2.23 0.63
25:R:259:PHE:CE1 25:R:332:GLU:HB2 2.33 0.63
26:S:19:HIS:HA 26:S:22:GLU:O 1.98 0.63
26:5:291:GLU:O 26:5:295:ALA:N 2.31 0.63
33:7Z:601:VAL:HG13 33:7:620:LEU:CD1 2.29 0.63
9:b:149:GLN:OE1 9:b:159: TRP:NE1 2.31 0.63
12:e:66:LYS:HA 12:e:78: MET:HE3 1.81 0.63
5:5:91:VAL:HB 5:5:124:PHE:HE2 1.64 0.63
5:5:143:SER:HA 5:5:146:LEU:HD12 1.80 0.63
7:7:130:TRP:O 7:7:134:LEU:N 2.25 0.63
9:B:43:VAL:HG23 9:B:145:PHE:HB3 1.81 0.63
12:E:66:LYS:HA 12:E: 78 MET:HE3 1.81 0.63
16:1:407:LEU:HD11 16:1:443:PHE:CD2 2.33 0.63
17:J:333:ARG:HG3 25:R:203:ASP:0OD2 1.98 0.63
18:K:344:ARG:HD2 18:K:378:LEU:C 2.24 0.63
18:K:404:GLN:HG3 18:K:408:GLU:HG2 1.79 0.63
20:M:148:VAL:HA 20:M:155:ILE:HA 1.80 0.63
20:M:189:GLN:HE21 | 20:M:348:GLU:HG3 1.62 0.63
21:N:495:PRO:HA 21:N:498:ILE:HD12 1.81 0.63
22:0:341:ILE:O 23:P:358:SER:N 2.30 0.63
25:R:35:GLN:OFE1 25:R:323:ASN:ND2 2.32 0.63
26:S:179:ILE:HG13 26:S:184: TRP:CZ2 2.34 0.63
27:T:145:PRO:0O 27:T:149:ASP:N 2.23 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
27:T:191:LYS:O 27:T:195:LEU:N 2.27 0.63
28:U:295:LYS:0O 28:U:299:LYS:N 2.22 0.63
33:7:388:GLY:HA2 33:72:425:1LE:HG13 1.81 0.63
33:7:914:LEU:HB3 33:7:980:VAL:HG22 1.81 0.63
11:d:187:THR:HB 11:d:190:GLU:HG2 1.80 0.63
7:1:141:HIS:HA 7:1:144:ARG:NH2 2.14 0.63
1:1:30: THR:HA 1:1:74:ASN:ND2 2.14 0.62
5:5:203:ARG:NH2 5:5:205:ASP:0D2 2.28 0.62
1:8:21:PHE:CZ 2:9:137:ARG:HG3 2.29 0.62
1:8:167:PRO:HG3 5:3:177:ARG:HG2 1.81 0.62
2:9:230:LEU:O 2:9:242:LYS:N 2.28 0.62
2:9:232:ILE:O 2:9:240:THR:N 2.26 0.62
9:B:97:TYR:CE2 9:B:103:GLU:HG3 2.34 0.62
13:F:38:LEU:HA 13:F:158:GLY:HA2 1.80 0.62
13:F:80:ASP:0OD2 13:F:129:GLY:N 2.21 0.62
15:H:97:LEU:O 15:H:99:VAL:N 2.32 0.62
16:1:133:ILE:HD11 17:J:85:LEU:HG 1.81 0.62
16:1:251:ALA:HB1 17:J:306:ARG:HH12 1.64 0.62
18:K:290:ARG:O 18:K:293:GLN:HB2 1.99 0.62
20:M:411:LYS:HG2 20:M:414:ASP:CG 2.24 0.62
21:N:17:GLN:O 21:N:20:VAL:N 2.31 0.62
21:N:176:GLN:O 21:N:177:ASP:0OD1 2.17 0.62
21:N:375:HIS:HB2 21:N:411:ILE:HD11 1.80 0.62
21:N:650:ASP:0OD1 21:N:653:ARG:NH1 2.32 0.62
22:0:324:VAL:HG13 22:0:328:VAL:HB 1.81 0.62
24:Q:408: THR:HA 29:V:255:1LE:CD1 2.28 0.62
25:R:189:GLU:O 25:R:193:ALA:N 2.23 0.62
25:R:284:ALA:O 25:R:287:GLN:HG3 1.99 0.62
31:X:34:GLU:N 31:X:49:GLU:O 2.32 0.62
33:7:357:ILE:O 33:7:360:SER:OG 2.14 0.62
12:e:177:GLU:OE1 12:€:177:GLU:N 2.24 0.62
12:e:237:ALA:HA 12:e:240:ILE:HD12 1.81 0.62
14:¢:178:LYS:0 14:g:182:HIS:N 2.29 0.62
5:j:75:LYS:O 5:3:79:GLU:N 2.31 0.62
4:4:178:GLU:H 4:4:178:GLU:CD 2.06 0.62
R:A:112:MET:HE3 8:A:117:LEU:HB2 1.79 0.62
14:G:179:LEU:HA 14:G:182:HIS:HB2 1.80 0.62
14:G:194:LYS:HB3 14:G:242:PHE:CE2 2.34 0.62
15:H:145: TYR:CE1 20:M:75:LEU:HD12 2.35 0.62
17:J:86:VAL:O 17:J:94:-TYR:N 2.31 0.62
18:K:281:ARG:HG3 18:K:289:ASP:O 1.99 0.62
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18:K:346:ARG:O 18:K:372:ILE:HD11 1.99 0.62
19:1:236:ALA:HB1 19:1.:243:PHE:HB2 1.80 0.62
21:N:337:GLY:O 21:N:341:ALA:N 2.32 0.62
21:N:399:PHE:CE1 21:N:438:ASP:HA 2.32 0.62
22:0:173:SER:O 22:0:176:SER:OG 2.14 0.62
24:Q:14:LEU:O 24:Q:19:GLN:N 2.31 0.62
25:R:147:LYS:NZ 25:R:186: TYR:HE2 1.94 0.62
25:R:350:LEU:O 25:R:354:ALA:N 2.19 0.62
28:U:189:ARG:NH2 29:V:296:LEU:HD23 2.13 0.62
31:X:75: TRP:HH2 31:X:87:PHE:HA 1.62 0.62
33:7:307:HIS:CD2 33:7:340:LEU:HB2 2.33 0.62
33:7:361:HIS:CA 33:7:364:ASN:HB2 2.29 0.62
33:7:616:LEU:HB3 33:2:746:1LE:CG2 2.28 0.62
33:7:801:HIS:HD2 33:7:808:SER:HB2 1.64 0.62
8:a:21:PRO:HA 9:b:23:TYR:CD1 2.33 0.62
3:h:196:VAL:HB 3:h:203:GLU:HB3 1.80 0.62
5:3:74:TYR:CZ 5:3:78:GLU:HG3 2.34 0.62
1:1:106:ASN:OD1 1:1:107:SER:N 2.32 0.62
4:4:77:'THR:HG22 4:4:80:ASP:H 1.64 0.62
6:6:66:LEU:HB2 11:D:94:GLN:HG3 1.80 0.62
7:7:84:GLN:HB2 7:7:222:ASP:HA 1.82 0.62
2:9:135:GLN:O 2:9:139:LYS:N 2.30 0.62
2:9:235:LYS:HG3 2:9:236:ASN:OD1 1.98 0.62
8:A:41:ASN:N 8:A:56:GLN:OE1 2.25 0.62
14:G:12:ASN:ND2 14:G:129:VAL:HG23 2.14 0.62
14:G:42:CYS:N 14:G:45:GLY:O 2.32 0.62
14:G:68:GLN:NE2 14:G:86:ARG:HG2 2.12 0.62
17:J:238:ARG:CZ 17:J:283:GLU:HG3 2.29 0.62
18:K:135:MET:HA 18:K:259:ARG:HH12 1.62 0.62
18:K:275:ASP:OD1 19:L:306:MET:HE1 1.99 0.62
19:L:224:PRO:HG2 20:M:342:ARG:NH1 2.14 0.62
21:N:318:LYS:NZ 21:N:348:PHE:HB2 2.14 0.62
21:N:761:ILE:HG21 21:N:904:VAL:HG22 1.81 0.62
22:0:315:LYS:HD3 22:0:321:LYS:HB2 1.81 0.62
23:P:276:LEU:O 23:P:280:LEU:HG 1.99 0.62
24:Q:71:LYS:HG3 24:Q:104:PHE:CD2 2.34 0.62
25:R:62:TYR:CE2 25:R:66:LEU:HB2 2.34 0.62
25:R:176:ARG:HG3 25:R:243:LEU:HD11 1.80 0.62
26:S:166:ASN:O 26:S:171:TYR:OH 2.17 0.62
26:S:411:LEU:O 26:S:414:ASP:N 2.31 0.62
28:U:7:LYS:HB3 28:U:157:LEU:HB3 1.80 0.62

Continued on next page...




Page 141

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
29:V:53:MET:HG2 29:V:68:VAL:HG23 1.82 0.62
29:V:252:SER:HA 29:V:255:ILE:HB 1.79 0.62
31:X:13:GLY:HA2 31:X:50: TRP:HE1 1.64 0.62
33:7:357:ILE:O 33:7:360:SER:CB 2.47 0.62
33:7:386:VAL:HA 33:7:389:PHE:HB2 1.82 0.62
33:7:512:1LE:HG23 33:7:521:GLU:HB3 1.81 0.62
33:7:584:VAL:HG13 | 33:Z:603:VAL:HG12 1.77 0.62
33:7:852:GLN:HA 33:7:855:LEU:HB3 1.81 0.62
33:7:985:LYS:HB3 33:72:991:GLU:H 1.64 0.62
8:a:63:LEU:O 14:¢:161:LYS:N 2.32 0.62
14:¢:194:LYS:HB3 14:¢:242:PHE:CE2 2.34 0.62
2:2:37:PRO:HD3 2:2:144:TRP:CE2 2.34 0.62
4:4:37:PHE:HB3 4:4:180:ALA:HB2 1.80 0.62
2:9:231:ALA:HB2 2:9:241:PHE:HD1 1.64 0.62
9:B:218:ASN:ND2 9:B:233:PRO:O 2.31 0.62
12:E:70:ILE:H 12:E:75:GLY:HA2 1.65 0.62
15:H:156:VAL:O 20:M:76:PRO:HB3 1.98 0.62
15:H:376:GLU:O 15:H:377:PHE:O 2.16 0.62
15:H:382:LEU:HD22 15:H:409:ARG:HA 1.81 0.62
16:1:249:TYR:CG 16:1:250:GLY:N 2.64 0.62
16:1:337:LEU:HD13 16:1:365:LEU:HA 1.81 0.62
17:J:25:GLN:OE1 21:N:96:GLN:NE2 2.25 0.62
17:J:225:GLU:OE1 17:J:228:ARG:NH2 2.31 0.62
18:K:271:ILE:HB 18:K:316:MET:HG2 1.81 0.62
19:L:105:ILE:HG21 19:L:145:ARG:HH11 1.64 0.62
19:1.:420:ARG:NH1 14:¢:177:GLU:OE1 2.32 0.62
20:M:32:THR:HA 20:M:35:LYS:HD2 1.81 0.62
20:M:310:ASN:HA 20:M:313:ASP:HB3 1.81 0.62
21:N:11:ALA:HB2 27:T:83:ASN:HB2 1.81 0.62
21:N:352:ASN:HB3 21:N:355: TRP:HB2 1.81 0.62
24:Q:47:ASP:HB2 24:Q:50:ARG:HB3 1.81 0.62
24:Q:418:GLN:HG3 | 29:V:262: THR:HG22 1.80 0.62
25:R:251:THR:O 25:R:254:SER:OG 2.17 0.62
25:R:377:LEU:HB3 25:R:379:CYS:HB3 1.81 0.62
25:R:400: TYR:CE2 26:5:457:PRO:CB 2.81 0.62
26:S:145:PHE:HB2 26:S:147:-TRP:HD1 1.64 0.62
26:S:475: TYR:CE2 28:U:288:PHE:HA 2.34 0.62
30:W:130:LYS:HB3 30:W:134:LYS:HE3 1.80 0.62
30:W:180:LEU:HB2 30:W:183:GLU:HB3 1.80 0.62
33:7:882:LEU:HD12 33:7:885:ALA:HB3 1.80 0.62
2:2:153:GLN:N 2:2:157:ASP:0O 2.23 0.62
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4:4:97:LEU:HB3 9:B:90:ARG:NH1 2.15 0.62
1:8:65:CYS:HA 1:8:88:LYS:HE2 1.80 0.62
2:9:37:PRO:HD3 2:9:144: TRP:CE2 2.34 0.62
8:A:204:GLU:HG3 8:A:244:ARG:HD2 1.81 0.62
9:B:94:HIS:O 9:B:99:ARG:N 2.22 0.62
11:D:118:GLN:O 11:D:121:THR:O0G1 2.11 0.62
13:F:168:ALA:HA 13:F:171:TYR:HB3 1.81 0.62
14:G:8:TYR:CG 14:G:17:PRO:HD3 2.35 0.62
17:J:114:CYS:SG 17:J:126:LEU:HD21 2.39 0.62
18:K:123:LEU:HB3 18:K:125:THR:HB 1.80 0.62
21:N:28:ILE:O 21:N:32:VAL:N 2.31 0.62
22:0:167:1ILE:HG23 22:0:168: THR:H 1.65 0.62
23:P:179:PHE:O 23:P:183:GLN:N 2.20 0.62
23:P:348:HIS:ND1 23:P:351:ARG:HD2 2.14 0.62
23:P:416:SER:O 23:P:420:ASP:N 2.29 0.62
24:Q:178:HIS:HB2 24:Q:201:ALA:HB2 1.80 0.62
24:Q:380:MET:HG3 24:Q:385:1LE:O 2.00 0.62
33:72:241: THR:HG22 33:7:242:PHE:N 2.13 0.62
9:b:148: TYR:HE1 9:b:158:PRO:HB3 1.64 0.62
11:d:213: THR:HA 11:d:223:ALA:HA 1.80 0.62
12:¢:214:GLU:HG3 12:¢:233:ASN:HB3 1.80 0.62
13:£:168:ALA:HA 13:£:171:TYR:HB3 1.80 0.62
7:1:113:ASN:O 7:1:260: TRP:NE1 2.33 0.62
7:1:152:ALA:O 7:1:196:ARG:NH2 2.30 0.62
3:3:76:ASP:HA 3:3:79:GLN:HB3 1.80 0.62
3:3:122:ASP:0D2 3:3:125:ASN:ND2 2.33 0.62
5:5:39:LYS:HE3 7:1:286:1ILE:HD11 1.82 0.62
11:D:34:VAL:HA 11:D:163: THR:HA 1.82 0.62
12:E:122:ARG:HA 12:E:132:ARG:HE 1.65 0.62
15:H:235:PHE:O 15:H:240:1ILE:N 2.22 0.62
16:1:404:LEU:O 16:1:408:VAL:N 2.25 0.62
19:L:318:LEU:HB3 19:L:321:THR:O 1.98 0.62
20:M:381:ARG:HE 13:£:166:GLN:NE2 1.98 0.62
21:N:381:GLU:O 21:N:385:VAL:N 2.27 0.62
23:P:42:LEU:HA 23:P:45:LYS:HB3 1.81 0.62
23:P:396:PRO:CD 24:Q:357:VAL:HA 2.29 0.62
24:Q:218:LEU:O 24:Q:222:SER:N 2.28 0.62
25:R:259:PHE:O 25:R:333:MET:HE1 1.99 0.62
26:S:155:LEU:HD23 26:S:158:PHE:CD2 2.34 0.62
26:S:410:LYS:0O 26:S:413:LEU:HB3 1.98 0.62
28:U:141:GLU:H 28:U:153: THR:CA 2.12 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
32:Y:65:ASP:H 32:Y:67:VAL:H 1.47 0.62
33:7:208:VAL:HG12 33:7:236:PHE:CZ 2.35 0.62
33:7:266:LYS:HA 33:72:269:TYR:CD2 2.34 0.62
33:7:298:PHE:HE1 33:7:307:HIS:HE1 1.47 0.62
33:7:985:LYS:HG2 33:72:991:GLU:HG2 1.81 0.62
8:a:91:ARG:C 14:¢:118:GLN:HE22 2.07 0.62
9:b:97:TYR:CE2 9:b:103:GLU:HG3 2.34 0.62
9:b:109:LEU:O 9:b:113:GLU:N 2.28 0.62
13:£:11:VAL:HA 14:2:130:ARG:HB2 1.80 0.62
14:¢:37:SER:HB3 14:¢:50:VAL:HG23 1.80 0.62
2:2:231:ALA:HB2 2:2:241:PHE:HD1 1.64 0.62
16:1:271:PHE:CE1 16:1:307:PHE:HB2 2.35 0.62
17:J:364:GLU:HA 17:J:367-MET:HB3 1.82 0.62
19:L:105:ILE:HB 20:M:126: THR:OG1 1.99 0.62
19:L:329:ARG:O 19:L:332:THR:0G1 2.18 0.62
20:M:243:PHE:CE2 20:M:245:LYS:HB2 2.34 0.62
20:M:422:VAL:HG12 20:M:424:ALA:H 1.65 0.62
23:P:123:ARG:O 23:P:127:GLU:N 2.33 0.62
24:Q:346:ASN:O 24:QQ:349:LYS:HB3 2.00 0.62
25:R:263:ARG:HB3 25:R:263:ARG:NH1 2.15 0.62
25:R:263:ARG:HH21 | 25:R:297:TYR:HE1 0.80 0.62
26:S:206:GLN:O 26:5:210:LEU:N 2.24 0.62
26:S:296:ALA:H 26:S5:299:LYS:HZ3 1.46 0.62
26:S:402:ILE:HB 26:S:407:1ILE:HG13 1.79 0.62
28:U:83:ILE:HD11 29:V:91:MET:HE1 1.81 0.62
30:W:13:SER:H 30:W:16:SER:HB2 1.64 0.62
33:7:890:SER:OG 33:7:897:HIS:O 2.17 0.62
10:¢:43:GLY:HA2 10:¢:146:TYR:CE1 2.35 0.62
12:€:122:ARG:HA 12:¢:132:ARG:HE 1.65 0.62
1:1:167:PRO:HG3 5:5:177:ARG:HG2 1.80 0.62
10:C:43:GLY:HA2 10:C:146:TYR:CE1 2.35 0.62
10:C:191:GLU:O 10:C:195:LYS:N 2.21 0.62
18:K:81:ARG:HH21 | 21:N:584:ARG:HH12 1.48 0.62
19:L:66:GLU:HB3 19:L:70:TYR:CE2 2.35 0.62
19:L:145:ARG:HE 19:L:161:ARG:HG3 1.65 0.62
20:M:78:LEU:HD22 20:M:122:SER:HB2 1.80 0.62
21:N:111:GLN:O 21:N:115:LYS:N 2.17 0.62
21:N:591:LEU:HB3 21:N:595:LEU:HD12 1.80 0.62
21:N:896:PHE:CE2 21:N:898:GLY:HA2 2.35 0.62
22:0:332:ILE:C 22:0:335:GLY:H 2.08 0.62
26:S:310:LEU:HD12 26:S:313:SER:HB2 1.81 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
26:S:338:MET:HG3 26:S:343:LEU:N 2.15 0.62
27:T:94:HIS:ND1 27:T:97:SER:O 2.31 0.62
10:¢:28:SER:HA 10:¢:31:HIS:CD2 2.24 0.62
10:¢:109:GLU:HA 10:c:112:VAL:HB 1.81 0.62
12::213:ASP:OD1 12:€:216:ASN:N 2.25 0.62
3:h:118:VAL:N 3:h:130:TYR:O 2.25 0.62
3:3:132:ILE:HG12 3:3:138:VAL:HG22 1.81 0.62
3:3:184: TRP:HZ2 3:h:158:ASP:HB2 1.64 0.62
5:5:169:GLN:O 5:5:173:ASN:ND2 2.26 0.62
9:B:5:TYR:OH 14:G:127:ASN:ND2 2.32 0.62
15:H:406:LEU:HA 15:H:409:ARG:HH11 1.65 0.62
18:K:320:ARG:NH1 19:1L:293:GLU:OE2 2.32 0.62
21:N:70:TYR:HA 21:N:75:TYR:CE1 2.35 0.62
21:N:509:GLN:O 21:N:510:HIS:ND1 2.33 0.62
22:0:188:PHE:O 22:0:192:SER:N 2.24 0.62
23:P:285:GLN:O 23:P:288:ASN:HA 2.00 0.62
24:Q:404:ASN:HD21 25:R:393:PRO:CG 2.12 0.62
25:R:400: TYR:OH 28:U:274:MET:HA 1.99 0.62
29:V:118:LEU:HD11 | 29:V:140:VAL:HG22 1.81 0.62
30:W:24: THR:H 30:W:27:GLU:HB2 1.64 0.62
33:7:564:ARG:CG 33:7:594:PRO:C 2.73 0.62
12:e:70:1ILE:H 12:e:75:GLY:HA2 1.65 0.62
2:2:89:ASP:CG 2:2:92:ASP:H 2.08 0.62
3:3:40: THR:HG22 3:3:45:1ILE:HG12 1.82 0.62
1:8:106:ASN:OD1 1:8:107:SER:N 2.32 0.62
10:C:217:ARG:O 10:C:226: TYR:N 2.25 0.62
12:E:147:HIS:CE1 12:E:152:GLY:HA2 2.35 0.62
15:H:337:ILE:HA 15:H:370:ARG:CZ 2.29 0.62
17:J:143:PRO:CD 17:J:210:PHE:HB3 2.28 0.62
18:K:327:ALA:HA 18:K:330:ARG:HG3 1.82 0.62
19:L:267:PHE:O 19:L:271:LYS:N 2.27 0.62
19:1:394:CYS:HA 19:1:422:VAL:HG21 1.80 0.62
20:M:144:ASP:0OD1 20:M:145:LEU:N 2.33 0.62
21:N:451:GLY:HA2 21:N:454:ALA:HB3 1.82 0.62
22:0:238:1LE:O 22:0:242:1LE:HG12 2.00 0.62
23:P:204:LEU:HD22 23:P:220: TYR:CE2 2.35 0.62
24:Q:390:LEU:N 24:Q:397:LEU:HD12 2.14 0.62
26:S:133:GLU:O 26:S:137:PHE:N 2.25 0.62
26:S:179:ILE:HD11 26:S:181:ALA:HB2 1.81 0.62
26:S:464:ARG:NH2 28:U:281:LEU:H 1.98 0.62
27:T:264:MET:0O 27:T:268:ILE:N 2.30 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
33:7:335:LEU:HA 33:7:342:LEU:HD23 1.82 0.62
33:7:601:VAL:HG12 33:7:746:1LE:HD13 1.81 0.62
33:72:762:GLY:H 33:7:789:GLN:NE2 1.97 0.62
8:a:20:SER:H 8:a:24:ARG:H 1.47 0.62
7:1:179: TYR:HB3 7:1:256: THR:O 2.00 0.62
2:2:124:TYR:CZ 13:£:101:ARG:HG3 2.35 0.61
10:C:64:GLU:N 10:C:212:GLU:OE2 2.32 0.61
10:C:142:ASP:OD1 10:C:143:ARG:N 2.33 0.61
14:G:35:THR:O 14:G:79:SER:OG 2.14 0.61
14:G:122:ALA:HA 14:G:125:LEU:HD12 1.82 0.61
16:1:204:PRO:HB2 16:1:261:LYS:HB3 1.80 0.61
17:J:231:ARG:O 17:J:235:VAL:N 2.32 0.61
17:J:336:ASN:OD1 25:R:207:ARG:NH1 2.33 0.61
18:K:177:LEU:O 18:K:181:LYS:N 2.22 0.61
19:L:147: THR:HG22 19:L:156:MET:HB2 1.82 0.61
19:1:224:PRO:HB2 | 20:M:342:ARG:HH22 1.65 0.61
19:1:288:GLY:HA2 19:1:333:LEU:HA 1.81 0.61
19:1L:303:ARG:CZ 19:L:304:THR:OG1 2.48 0.61
20:M:295:LYS:HD3 20:M:302: GLN:NE2 2.14 0.61
21:N:29:ASN:O 21:N:67:-LYS:NZ 2.33 0.61
21:N:239:LEU:HD23 21:N:242:PHE:HD2 1.64 0.61
21:N:390:LEU:O 21:N:393:SER:0G 2.13 0.61
22:0:282:GLN:O 22:0:285:SER:OG 2.15 0.61
23:P:133:GLU:CA 23:P:136:ARG:HE 2.13 0.61
23:P:373:GLU:O 23:P:377:GLU:N 2.23 0.61
24:Q:310:SER:HA 24:Q:346:ASN:CG 2.25 0.61
25:R:211:LYS:HG2 25:R:230:LEU:HD23 1.81 0.61
28:U:15:LEU:HB3 29:V:212:MET:CE 2.30 0.61
28:U:275:VAL:HG12 29:V:254:ARG:HE 1.65 0.61
30:W:91:LEU:HD23 | 30:W:128:LEU:HD13 1.82 0.61
33:7:550:PHE:HE1 33:72:563:VAL:HA 1.65 0.61
33:7:594:PRO:C 33:7:596: THR:N 2.44 0.61
33:7:866:VAL:HG23 33:7:867:PHE:H 1.65 0.61
8:a:85:GLY:HA3 8:a:139:VAL:HG12 1.82 0.61
11:d:68:ASP:0OD1 11:d:69:SER:N 2.31 0.61
7:1:78: THR:N 7:1:204:VAL:O 2.23 0.61
2:2:42: THR:CG2 2:2:74:ARG:HH22 1.98 0.61
7:7:76: THR:HA 7:7:108:LYS:NZ 2.15 0.61
7:7:141:HIS:HA 7:7:144:ARG:NH2 2.14 0.61
8:A:20:SER:H 8:A:24:ARG:H 1.47 0.61
10:C:109:GLU:O 10:C:113:ARG:N 2.29 0.61

Continued on next page...




Page 146

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
14:G:126:TYR:CB 14:G:129:VAL:HG22 2.27 0.61
15:H:346:ARG:HA 15:H:349:1ILE:O 1.99 0.61
16:1:247:ILE:HA 16:1:353:MET:HB2 1.81 0.61
17:J:26:LYS:HG3 21:N:106:ILE:HG21 1.82 0.61
17:J:98:VAL:HB 17:J:102:ILE:HD11 1.81 0.61
20:M:22:ILE:HG12 20:M:25:LEU:HD12 1.82 0.61
20:M:167:VAL:HB 20:M:170:MET:HG3 1.82 0.61
20:M:370: THR:HA 20:M:410:VAL:H 1.65 0.61
22:0:191: THR:HA 22:0:194:LEU:HD12 1.82 0.61
23:P:187:SER:O 23:P:191:GLY:N 2.32 0.61
24:Q:77:PHE:HA 24:Q:80:HIS:CD2 2.34 0.61
24:Q:117:VAL:HA 24:Q:120:LYS:HD2 1.82 0.61
24:QQ:420:ASN:HA 25:R:413:LYS:HZ1 1.65 0.61
25:R:97:GLU:O 25:R:101:GLU:N 2.30 0.61
25:R:328:PHE:O 25:R:332:GLU:CG 2.47 0.61
25:R:333:MET:HA 25:R:336:LYS:CB 2.23 0.61
26:S:140:LEU:O 26:S:144:LEU:HG 1.99 0.61
28:U:141:GLU:H 28:U:153: THR:HB 1.65 0.61
33:7:364:ASN:CB 33:7:954:PRO:HD2 2.30 0.61
33:7:408:TYR:HE1 33:7:442:VAL:HG21 1.65 0.61
33:7:783:VAL:HG12 33:7:788:PRO:N 2.15 0.61
33:7:804:ASP:0OD1 33:7:806:GLU:N 2.28 0.61
12:e:147:HIS:CE1 12:€:152:GLY:HA2 2.35 0.61
5:j:51:LEU:HD21 5:3:03:ILE:HD11 1.82 0.61
6:k:158:LEU:HA 6:k:161:LEU:HD12 1.83 0.61
4:4:111:MET:O 4:4:115:HIS:N 2.20 0.61
5:5:90:LEU:O 5:5:93:SER:OG 2.18 0.61
12:E:118:ASP:O 12:E:122:ARG:NE 2.33 0.61
12:E:237:ALA:HA 12:E:240:1ILE:HD12 1.81 0.61
14:G:12:ASN:HB3 14:G:127:ASN:HA 1.83 0.61
15:H:62:ARG:NE 16:1:126:ILE:O 2.34 0.61
15:H:77:ALA:HB2 15:H:103: THR:H 1.64 0.61
16:1:173:SER:HB3 16:1:189:ASP:HB3 1.82 0.61
17:J:62:LEU:HA 17:J:65:LEU:HD12 1.82 0.61
17:J:67:GLU:O 18:K:143:SER:HA 1.99 0.61
18:K:128:ARG:HG3 29:V:273:ARG:CB 2.30 0.61
19:L:254:LYS:HD2 20:M:256:ILE:HG12 1.81 0.61
21:N:138:GLU:O 21:N:142:GLU:N 2.28 0.61
21:N:565:ASN:O 21:N:569:LYS:N 2.23 0.61
23:P:48:GLN:NE2 23:P:85:LYS:O 2.31 0.61
24:QQ:20:TYR:CE2 24:Q:68:MET:HB2 2.35 0.61
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24:Q:195:LYS:O 24:Q:199:THR:N 2.19 0.61
24:Q:217:GLU:HA 24:Q:220:LEU:HB3 1.82 0.61
24:Q:314:PHE:HE1 24:Q:335:PHE:HE2 0.67 0.61
25:R:378:ASN:O 25:R:390: THR:HA 1.99 0.61
26:S:422:MET:CA 26:S:425:ARG:CG 2.78 0.61
28:U:297:GLN:O 28:U:301:ILE:N 2.24 0.61
33:2:761:PHE:CZ 33:7:783:VAL:HG21 2.34 0.61
33:7:793:PHE:CD1 33:7:830:LEU:HD13 2.35 0.61
8:a:204:GLU:HG3 R:a:244:ARG:HD2 1.81 0.61
9:b:205:ASN:N 9:b:208: THR:OG1 2.30 0.61
10:¢:64:GLU:N 10:¢:212:GLU:OE2 2.32 0.61
12:¢:192: THR:N 12:€:195:GLU:OFE1 2.33 0.61
6:k:41:HIS:NE2 6:k:186:LYS:O 2.23 0.61
5:5:54:THR:0G1 5:5:139:SER:OG 2.13 0.61
5:5:145:GLN:OE1 5:5:145:GLN:N 2.27 0.61
6:6:158:LEU:HA 6:6:161:LEU:HD12 1.83 0.61
1:8:145:ASP:0OD2 1:8:147:VAL:HG22 2.01 0.61
2:9:47:MET:SD 2:9:188:LEU:HD22 2.40 0.61
13:F:111:LEU:O 13:F:115:LYS:N 2.30 0.61
15:H:282:LYS:HA 16:1:283:TYR:CE2 2.35 0.61
18:K:207:ARG:HG3 18:K:308:GLN:HG2 1.83 0.61
18:K:215:PRO:O 19:1:339:ARG:NH1 2.34 0.61
18:K:349:ARG:HH22 18:K:378:LEU:N 1.97 0.61
20:M:369:THR:O 20:M:410:VAL:N 2.32 0.61
21:N:386:MET:O 21:N:390:LEU:N 2.33 0.61
21:N:501:MET:HB2 21:N:521:LEU:HD21 1.81 0.61
22:0:69:PHE:HZ 22:0:75:GLN:O 1.83 0.61
22:0:73:1ILE:HG23 30:W:17:ARG:NH2 2.15 0.61
24:Q:417:GLY:O 24:Q:421:LYS:NZ 2.28 0.61
25:R:263:ARG:HE 25:R:297:TYR:HD1 1.47 0.61
26:S:44: THR:O 26:S:48:LEU:N 2.33 0.61
28:U:29:GLU:OE2 28:U:126:LYS:NZ 2.21 0.61
28:U:210: TYR:HA 28:U:213:LYS:HB3 1.80 0.61
29:V:206: THR:O 29:V:210: THR:0G1 2.17 0.61
30:W:52:ILE:HA 30:W:61:VAL:HA 1.81 0.61
33:7:789:GLN:O 33:Z:793:PHE:CE1 2.52 0.61
8:a:135:ARG:NE 14:¢:124: THR:O 2.33 0.61
13:£:80:ASP:0OD2 13:£:129:GLY:N 2.21 0.61
4:1:36:LYS:N 4:1:152:TYR:O 2.29 0.61
4:1:77:THR:HG22 4:1:80:ASP:H 1.64 0.61
2:9:145:ASN:H 2:9:165:LEU:HB3 1.65 0.61
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11:D:43:VAL:HG22 11:D:214:VAL:HG22 1.80 0.61
16:1:116:GLN:HA 16:1:119:GLU:HB2 1.81 0.61
16:1:246: VAL:HA 16:1:373:ARG:HB2 1.83 0.61
17:J:160:ILE:HG21 17:J:202:VAL:HG21 1.81 0.61
18:K:247:LEU:CB 18:K:291:GLU:OE2 2.49 0.61
21:N:173:LYS:HD2 21:N:173:LYS:H 1.63 0.61
21:N:340:HIS:HB2 21:N:374:ILE:HG12 1.82 0.61
21:N:391:PRO:HA 21:N:401:LYS:HE3 1.82 0.61
21:N:530:GLU:N 21:N:530:GLU:OE1 2.34 0.61
22:0:83:LEU:HD22 22:0:102:LEU:HD23 1.75 0.61
22:0:248:TYR:O 22:0:252:PHE:N 2.25 0.61
22:0:260:VAL:HG11 22:0:265:LYS:HD2 1.81 0.61
23:P:162:GLU:N 23:P:162:GLU:OFE1 2.33 0.61
25:R:118:GLN:O 25:R:122:GLU:N 2.29 0.61
25:R:200:LYS:CE 25:R:202:GLY:N 2.63 0.61
25:R:312: TYR:HD1 25:R:316:LEU:HD12 1.66 0.61
26:S:433:GLU:HB3 26:S:448:LEU:HD21 1.81 0.61
26:S:464:ARG:NH1 28:U:277:TYR:O 2.32 0.61
30:W:8:LEU:HD23 30:W:51:LEU:HD13 1.82 0.61
33:7:291:GLU:HB2 33:7:294:1LE:HD12 1.73 0.61
33:7:454:GLY:HA2 33:7:457:1ILE:HD12 1.83 0.61
33:7:585:LEU:HG 33:7:603:VAL:CB 2.27 0.61
8:a:41:ASN:N 8:a:56:GLN:OE1 2.25 0.61
11:d:115:GLY:HA2 11:d:118:GLN:HB3 1.82 0.61
1:1:145:ASP:0OD2 1:1:147:VAL:HG22 2.01 0.61
2:2:257:ASP:0D2 4:4:152:TYR:OH 2.17 0.61
7:7:276:LYS:NZ 7:7:287:GLY:O 2.24 0.61
1:8:47:ARG:HE 1:8:219:ASP:CG 2.09 0.61
10:C:156:ASN:ND2 11:D:79:ASN:OD1 2.33 0.61
10:C:197:LEU:O 10:C:201: THR:N 2.33 0.61
13:F:186:PRO:0O 13:F:190:ILE:N 2.20 0.61
16:1:418:ASP:HA 16:1:421:ALA:HB3 1.82 0.61
18:K:349:ARG:O 18:K:353:PHE:N 2.23 0.61
19:L:300:GLU:HA 19:1:303:ARG:NH1 2.14 0.61
20:M:339:ARG:N 20:M:343:LEU:O 2.33 0.61
21:N:163:LEU:O 21:N:167:GLU:N 2.29 0.61
21:N:285:ALA:O 21:N:289:ILE:N 2.31 0.61
21:N:315:ASN:HA 21:N:318:LYS:HE3 1.81 0.61
21:N:774:ASN:C 21:N:866:TYR:H 2.08 0.61
23:P:76:ASN:OD1 23:P:121: THR:HG21 2.01 0.61
24:QQ:267:LEU:HA 24:QQ:270:1LE:HB 1.82 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
24:Q:314:PHE:CE2 | 24:Q:318:LEU:HD22 2.36 0.61
25:R:205:GLU:O 25:R:208:ASN:N 2.32 0.61
26:S:364:1LE:O 26:S:368:LYS:N 2.33 0.61
26:S:401:LYS:HG2 26:S:444:GLU:HA 1.83 0.61
26:S:436:ILE:HG12 26:S:443:1LE:HG23 1.81 0.61
28:U:189:ARG:O 28:U:192:ASN:ND2 2.34 0.61
29:V:124:ASN:HA 29:V:127:LYS:HB3 1.83 0.61
33:7:99:LEU:HD23 33:7:119:LEU:HD21 1.82 0.61
33:2:415:MET:HG2 33:7:447:-VAL:HG22 1.83 0.61
33:7:784:SER:CB 33:Z:788:PRO:HB3 2.29 0.61
11:d:13:PRO:HA 12:€:26: TYR:CE1 2.34 0.61
11:d:48:ARG:HE 11:d:211:GLU:HB3 1.66 0.61
11:d:94:GLN:HG3 6:k:66:LEU:HB2 1.82 0.61
14:g¢:8:TYR:CG 14:g:17:PRO:HD3 2.35 0.61
5:j:91:VAL:HB 5:j:124:PHE:HE2 1.64 0.61
5:j:143:SER:HA 5:j:146:LEU:HD12 1.81 0.61
6:k:15:LEU:HD12 6:k:43:LEU:HD23 1.83 0.61
7:1:97:ALA:N 7:1:100: TRP:O 2.33 0.61
7:7:241:HIS:ND1 5:3:204:GLN:O 2.33 0.61
1:8:180:GLU:OE2 1:8:189:LYS:HA 2.00 0.61
10:C:109:GLU:HA 10:C:112:VAL:HB 1.81 0.61
12:E:147:HIS:CD2 12:E:224:LYS:HB2 2.36 0.61
16:1:116:GLN:NE2 33:72:625:THR:O 2.34 0.61
18:K:49:PHE:HD1 21:N:152:LEU:HB2 1.66 0.61
19:L:88:TYR:CZ 20:M:26:SER:HA 2.36 0.61
22:0:266:PHE:HZ 22:0:274:.1ILE:HG12 1.66 0.61
22:0:343:GLN:HB3 23:P:360:ILE:HA 1.83 0.61
24:Q:70:ALA:O 24:Q:74:LEU:N 2.27 0.61
26:S:330:LEU:HD23 26:S:333:PHE:HD2 1.66 0.61
26:S:408:CYS:SG 26:S:419:VAL:HG11 2.41 0.61
28:U:103:ASP:0O 28:U:107:ASN:N 2.31 0.61
30:W:66:THR:CG2 30:W:71:LYS:CD 2.78 0.61
33:7:783:VAL:O 33:7:787:ASP:CA 2.48 0.61
33:7:892:SER:O 33:7:895:LEU:HB2 2.01 0.61
11:d:34:VAL:HA 11:d:163: THR:HA 1.82 0.61
6:k:182:LYS:HA 6:k:191:GLN:HA 1.81 0.61
2:2:50:ASP:O 2:2:158:GLN:NE2 2.34 0.61
1:8:62:VAL:HG13 1:8:72:SER:HB2 1.82 0.61
2:9:50:ASP:O 2:9:158:GLN:NE2 2.34 0.61
2:9:89:ASP:CG 2:9:92:ASP:H 2.08 0.61
13:F:116:ALA:HA 13:F:119:ASN:HD22 1.65 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
15:H:455:LYS:0O 15:H:456:LYS:HD2 2.00 0.61
20:M:228:LYS:HG2 20:M:349:PHE:CD2 2.36 0.61
21:N:340:HIS:HB3 21:N:374:ILE:HG23 1.81 0.61
22:0:293:LEU:O 22:0:297:ILE:N 2.26 0.61
24:Q:64:LEU:O 24:Q:68:MET:N 2.29 0.61
25:R:34:THR:HA 25:R:70:TYR:CG 2.36 0.61
25:R:231:LEU:HG 25:R:253:ALA:HB2 1.82 0.61
25:R:283: THR:C 25:R:285:ALA:H 2.04 0.61
25:R:400: TYR:CZ 28:U:274:MET:HB3 2.36 0.61
25:R:400: TYR:HA 25:R:403:LEU:HB2 1.82 0.61
26:S:230:LYS:HD3 26:S:257:LEU:HD11 1.82 0.61
26:S:377:TYR:CD2 27:T:133:ILE:HD11 2.36 0.61
27:T:52:LEU:HA 27:T:56:MET:HG3 1.83 0.61
27:T:262:LYS:HG2 27:T:266:TYR:CE2 2.36 0.61
28:U:21:HIS:ND1 28:U:93:TYR:OH 2.32 0.61
33:7:305:VAL:HG21 33:7:918:ASP:C 2.26 0.61
8:a:57:LYS:N 8:a:222:ASP:O 2.32 0.61
10:¢:142:ASP:0OD1 10:¢:143:ARG:N 2.33 0.61
11:d:81:ASP:0OD1 11:d:127:ARG:NH2 2.29 0.61
14:¢:11:SER:HB3 14:g:127:ASN:HB2 1.82 0.61
6:6:15:LEU:HD12 6:6:43:LEU:HD23 1.83 0.61
1:8:214:HIS:NE2 1:8:216:GLN:HB2 2.16 0.61
9:B:57:-MET:O 9:B:60: THR:OG1 2.12 0.61
12:E:161:SER:OG 12:E:163:THR:0G1 2.19 0.61
12:E:214:GLU:OE1 12:E:214:GLU:N 2.32 0.61
15:H:47:ALA:H 33:7:622:HIS:CE1 2.19 0.61
15:H:254: THR:OG1 15:H:377.:PHE:CE2 2.52 0.61
15:H:277:SER:O 15:H:281:GLN:NE2 2.32 0.61
16:1:281:GLN:HG2 17:J:223:ILE:CB 2.31 0.61
17:J:209:LYS:O 17:J:244.1LE:N 2.33 0.61
18:K:128:ARG:HB2 29:V:272:GLY:HA2 1.83 0.61
19:L:131:VAL:HG11 19:L:137:ARG:HG2 1.83 0.61
19:L:219:LEU:O 19:L:347:VAL:N 2.29 0.61
19:L:378:ALA:HA 19:L:381:LYS:HD2 1.83 0.61
22:0:12:SER:HA 22:0:13:THR:C 2.26 0.61
22:0:128:LEU:HD12 22:0:131:SER:HB2 1.82 0.61
23:P:249:ALA:HB2 23:P:257: TRP:CZ2 2.36 0.61
23:P:353:ILE:HG23 23:P:357:TYR:CD2 2.35 0.61
24:Q:83:GLU:O 24:Q:87:GLN:HG2 2.01 0.61
24:QQ:227:CYS:SG 24:QQ:330:LEU:HD11 2.40 0.61
25:R:392:ARG:HH11 25:R:392:ARG:CG 2.14 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
31:X:85:ARG:NH2 31:X:101:LEU:HA 2.16 0.61
8:a:177:GLU:O 8:a:180: THR:OG1 2.12 0.61
11:d:120: TYR:HA 11:d:123:SER:HB2 1.81 0.61
13:f:116:ALA:HA 13:f:119:ASN:HD22 1.65 0.61
6:k:135:TYR:HA 6:k:138:PHE:CD2 2.36 0.61
7:1:84:GLN:HB2 7:1:222:ASP:HA 1.81 0.61
1:1:62:VAL:HG13 1:1:72:SER:HB2 1.82 0.61
1:1:114:HIS:CE1 12:¢:102: TYR:HA 2.36 0.61
1:1:180:GLU:OE2 1:1:189:LYS:HA 2.00 0.61
5:5:51:LEU:HD21 5:5:53:1ILE:HD11 1.82 0.61
5:5:123:GLY:HA3 5:5:137:ILE:HG21 1.82 0.61
15:H:251:PRO:O 15:H:254:THR:OG1 2.18 0.61
16:1:197:VAL:HG23 17:J:227:SER:HB3 1.82 0.61
18:K:392: LEU:HB3 18:K:396:ARG:HD2 1.82 0.61
19:L:256:1LE:HG22 19:L:256:ILE:O 2.01 0.61
20:M:12:LEU:O 20:M:16:ASP:N 2.22 0.61
21:N:149:GLU:O 21:N:152:LEU:HB3 2.00 0.61
22:0:140:LYS:HD3 22:0:142:ASP:N 2.15 0.61
22:0:296:LEU:HD23 | 22:0:300:VAL:HG21 1.81 0.61
22:0:341:ILE:HB 23:P:357:TYR:HD1 1.65 0.61
23:P:70:ASN:ND2 23:P:78:GLN:OE1 2.33 0.61
25:R:294:ILE:O 25:R:298:ALA:N 2.34 0.61
26:S:436:1LE:HG12 26:S:443:ILE:HA 1.82 0.61
27:T:151: TRP:CZ2 27:T:159:LYS:HB2 2.36 0.61
27:T:197:TYR:O 27:T:238:GLN:NE2 2.34 0.61
27:T:198:ASP:O 27:T:235:PHE:N 2.33 0.61
29:V:117:-TRP:HA 29:V:156:PHE:CZ 2.36 0.61
33:7:862:MET:HA 33:7:910:PRO:HA 1.83 0.61
10:¢:197:LEU:O 10:¢:201: THR:N 2.33 0.61
11:d:73:LEU:HD12 11:d:135:ILE:HG12 1.83 0.61
14:¢:42:CYS:N 14:g:45:GLY:O 2.32 0.61
4:1:126: TYR:HE1 4:1:144:ALA:H 1.49 0.61
4:1:178:GLU:H 4:1:178:GLU:CD 2.06 0.61
7:1:82:ARG:HH11 7:1:200:ASP:CG 2.09 0.61
6:6:182:LYS:HA 6:6:191:GLN:HA 1.81 0.60
7:7:82:ARG:HD3 7:7:200:ASP:OD1 2.01 0.60
7:7:97:ALA:N 7:7:100: TRP:O 2.33 0.60
9:B:119:GLN:HE22 10:C:83:ASP:HA 1.65 0.60
11:D:66:LYS:HA 11:D:72:VAL:HG12 1.82 0.60
12:E:91:HIS:CD2 12:E:119:LEU:HD11 2.35 0.60
15:H:280:VAL:HG21 | 15:H:329:VAL:HG13 1.82 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
16:1:244:LYS:HE3 16:1:371:ILE:HG13 1.83 0.60
16:1:295:PHE:HA 16:1:298:ALA:HB3 1.82 0.60
18:K:92:VAL:O 18:K:94:LEU:N 2.34 0.60
19:1:260:ALA:HB1 19:L:264:ARG:NE 2.16 0.60
19:1L:402:ALA:O 19:1:406:ASP:N 2.34 0.60
21:N:717:LEU:HD13 21:N:729:SER:HB2 1.82 0.60
22:0:91:ASP:HB3 22:0:94:GLU:HB2 1.82 0.60
22:0:294:MET:O 22:0:298:GLU:N 2.32 0.60
24:QQ:315:ASN:HA 24:Q:318:LEU:HB3 1.83 0.60
25:R:328:PHE:O 25:R:332:GLU:HB2 2.01 0.60
25:R:391:ASN:HD22 | 26:S:449:LEU:HD22 1.63 0.60
25:R:399:GLN:HE21 28:U:275:VAL:CG2 2.07 0.60
26:5:391:GLY:O 26:S:395:ILE:HG12 2.01 0.60
28:U:117:ASN:HD21 28:U:139:ALA:HB3 1.66 0.60
28:U:140:ILE:N 28:U:153: THR:O 2.24 0.60
33:7:242:PHE:O 33:7:245:VAL:HB 2.00 0.60
33:2:736:LEU:HA 33:72:739:ALA:HB3 1.83 0.60
33:72:736:LEU:HD12 33:7:739:ALA:HB3 1.82 0.60
33:7:759:ARG:HH11 33:7:759:ARG:CG 2.14 0.60
11:d:66:LYS:HA 11:d:72:VAL:HG12 1.82 0.60
13:£:20:PHE:O 13:£:24:TYR:N 2.21 0.60
3:h:122:ASP:0OD2 3:h:125:ASN:ND2 2.33 0.60
2:2:47:MET:SD 2:2:188:LEU:HD22 2.40 0.60
1:8:171:ASN:OD1 1:8:178:GLN:NE2 2.34 0.60
12:E:184:LEU:HA 13:F:56:LEU:HD11 1.83 0.60
15:H:250:GLY:O 15:H:256:LYS:NZ 2.34 0.60
15:H:379:LEU:O 15:H:379:LEU-HG 2.01 0.60
17:J:47:GLN:O 17:J:51:LEU:N 2.21 0.60
17:J:72:VAL:H 18:K:118:TYR:HD1 1.48 0.60
17:J:87:LYS:HG3 17:J:92:GLY:C 2.26 0.60
17:J:351:ASN:OD1 17:J:352:GLY:N 2.34 0.60
20:M:4:LEU:HA 20:M:7:LEU:HB2 1.82 0.60
20:M:220:MET:-HE3 | 20:M:324:LEU:HD21 1.83 0.60
23:P:361: THR:HA 23:P:399:ILE:HA 1.83 0.60
23:P:383:LEU:HD22 23:P:388:ILE:HB 1.83 0.60
24:Q:416:VAL:HG12 | 25:R:406:GLN:HB3 1.82 0.60
25:R:131:ALA:HA 25:R:134: TRP:CD1 2.36 0.60
25:R:296:LEU:HB2 25:R:304:TYR:CD1 2.36 0.60
26:S5:199:GLU:CB 27:T:93:ASN:HB3 2.31 0.60
26:S:423:VAL:HG21 26:S:436:ILE:HD11 1.82 0.60
29:V:71:MET:HE1 29:V:87:PHE:HD2 1.66 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
33:7:501:LYS:NZ 33:7:537:-THR:HG21 2.16 0.60
11:d:158:SER:OG 12:e:60:GLU:HB2 2.00 0.60
12:€:91:HIS:CD2 12:e:119:LEU:HD11 2.35 0.60
14:g:122: ALA:HA 14:g:125:LEU:HD12 1.82 0.60
1:1:171:ASN:OD1 1:1:178:GLN:NE2 2.34 0.60
2:2:109:TYR:HB3 14:¢:93:ARG:NH1 2.15 0.60
5:5:46: TYR:OH 5:5:64:ASN:O 2.19 0.60
6:6:169:GLU:HG2 6:6:176:PHE:HZ 1.67 0.60
7:7:76:THR:HA 7:7:108:LYS:HZ1 1.66 0.60
7:7:100: TRP:CZ3 1:8:163:SER:HA 2.36 0.60
7:7:179:TYR:HB3 7:7:256:THR:O 2.00 0.60
8:A:65:ASP:O 8:A:68: THR:0G1 2.17 0.60
11:D:138:PHE:HD?2 11:D:217:PRO:HA 1.63 0.60
13:F:148:GLN:O 13:F:151:GLY:N 2.31 0.60
14:G:196:ALA:HA 14:G:199:ILE:HD12 1.82 0.60
15:H:340:LEU:HB3 15:H:370:ARG:NH2 2.16 0.60
16:1:157:VAL:HB 16:1:182:SER:HA 1.84 0.60
17:J:261:SER:HB3 17:J:265:ASP:H 1.65 0.60
19:L:282:GLU:H 19:1:326:ALA:HB3 1.67 0.60
20:M:289:LYS:0O 20:M:295:LYS:HG2 2.01 0.60
20:M:338:LEU:HD21 20:M:346:LYS:HB2 1.83 0.60
21:N:154:LEU:HD13 | 21:N:189:LEU:HD22 1.82 0.60
21:N:425:ASN:O 21:N:429:GLU:N 2.20 0.60
21:N:602:VAL:HA 21:N:605:ILE:HB 1.83 0.60
21:N:761:ILE:O 21:N:762:ARG:HG3 2.01 0.60
22:0:12:SER:O 22:0:43:GLU:HB2 2.01 0.60
26:5:361: THR:OG1 26:S:384:ARG:NH1 2.32 0.60
30:W:181:LEU:O 30:W:185:ILE:HG12 2.02 0.60
31:X:34:GLU:O 31:X:49:GLU:N 2.32 0.60
33:2:774:ARG:HD3 33:7:893:PHE:HD2 1.66 0.60
10:¢:191:GLU:O 10:¢:195:LYS:N 2.21 0.60
10:¢:239:LEU:O 10:¢:242: THR:OG1 2.20 0.60
13:f:43:HIS:HE1 13:£:184:GLY:HA2 1.67 0.60
3:h:16:VAL:HA 3:h:41: THR:HG22 1.84 0.60
3:h:40: THR:HG22 3:h:45:1LE:HG12 1.82 0.60
4:1:142:1LE:HG12 4:1:148: THR:HG22 1.83 0.60
1:1:134:ASP:N 1:1:138:LYS:O 2.27 0.60
3:3:59:LYS:HD3 3:3:121:TYR:HD2 1.66 0.60
4:4:66:1LE:HB 4:4:70:ILE:HG22 1.83 0.60
4:4:142:1LE:HG12 4:4:148: THR:HG22 1.83 0.60
15:H:379:LEU:HD12 15:H:413:ASN:C 2.26 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
17:J:77:LYS:O 17:J:85:LEU:N 2.30 0.60
17:J:81:ASP:0D2 17:J:83:LYS:HB2 2.02 0.60
17:J:84:VAL:N 17:J:96:VAL:O 2.34 0.60
20:M:291:PHE:CD2 20:M:292:ASP:HB3 2.35 0.60
20:M:377:GLN:O 20:M:381:ARG:N 2.28 0.60
21:N:331:ALA:HB2 21:N:697:PHE:CD2 2.36 0.60
21:N:364:LYS:HB3 21:N:400:ILE:HG13 1.82 0.60
21:N:504:TYR:O 21:N:508: THR:N 2.32 0.60
21:N:777:ALA:HB2 21:N:881: TYR:HB2 1.83 0.60
22:0:387:ARG:HD2 27:T:266:TYR:CZ 2.36 0.60
23:P:287:ASP:OD1 23:P:297:GLU:HB3 2.01 0.60
23:P:423:LEU:HD11 29:V:239:ALA:H 1.65 0.60
25:R:209:ARG:HG2 25:R:238:PHE:CE2 2.37 0.60
26:S:268:LEU:HA 26:S:271:ARG:HB2 1.83 0.60
26:S:369:GLN:HA 26:S5:372:LEU:HB3 1.83 0.60
28:U:195:LYS:HG2 29:V:233:LYS:HE2 1.83 0.60
30:W:49:VAL:H 30:W:71:LYS:NZ 1.99 0.60
33:7:254:PRO:0O 33:7Z:260:GLU:HA 2.01 0.60
33:7:307:HIS:HA 33:7:310:LEU:HB3 1.84 0.60
33:72:312:TYR:CZ 33:7:349: THR:HA 2.35 0.60
33:7:557:GLU:HB2 33:7:562: TRP:CD1 2.36 0.60
33:Z:767:-TYR:HD2 33:7:772:1LE:HD13 1.66 0.60
12:e:118:ASP:O 12:€:122:ARG:NE 2.34 0.60
5:3:98:ARG:HB3 5:3:102:PRO:HA 1.83 0.60
5:3:145:GLN:OE1 5:3:145:GLN:N 2.27 0.60
3:3:175:LYS:HG2 3:3:215:LEU:HD11 1.84 0.60
4:4:101:ARG:HH12 8:A:115:ASP:CG 2.10 0.60
8:A:41:ASN:H 8:A:56:GLN:CD 2.10 0.60
9:B:206:GLY:HA3 9:B:240:SER:HA 1.84 0.60
10:C:239:LEU:O 10:C:242: THR:OG1 2.20 0.60
15:H:58:ASP:O 15:H:61:ALA:N 2.33 0.60
15:H:377:PHE:O 15:H:378:SER:CB 2.48 0.60
16:1:244:LYS:HG2 16:1:370:ARG:C 2.27 0.60
17:J:339:ARG:HA 17:J:341:ILE:HG22 1.82 0.60
18:K:342:SER:O 18:K:344:ARG:N 2.34 0.60
20:M:345:ARG:HB3 20:M:347:ILE:HD11 1.83 0.60
22:0:142:ASP:0O 22:0:143:LEU:C 2.44 0.60
24:Q:72:ASP:HA 24:Q:75:ARG:NE 2.17 0.60
24:Q:259:CYS:HA 24:Q:262:LEU:HB3 1.83 0.60
27:T:168:SER:O 27:T:172:SER:N 2.35 0.60
27:T:226: TRP:CD2 27:T:235:PHE:HE1 2.20 0.60
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31:X:54:GLU:OE1 31:X:102:GLN:NE2 2.34 0.60
33:7:354:PRO:HA 33:7:357:1LE:HB 1.84 0.60
8:a:68: THR:HG21 14:2:159:GLY:HA3 1.82 0.60
8:a:119:LYS:NZ 4:1:98:TYR:O 2.22 0.60
9:b:7:PHE:CE2 10:¢:7:ASP:HA 2.37 0.60
10:c:13:PHE:H 11:d:19:GLN:HE22 1.47 0.60
3:h:85:TYR:O 3:h:89:TYR:N 2.28 0.60
4:1:160:SER:O 4:1:164:-MET:N 2.23 0.60
5::189:ILE:HB 5:j:196:VAL:HB 1.84 0.60
1:1:29:GLY:O 1:1:74:ASN:CG 2.43 0.60
1:1:30: THR:HA 1:1:159:GLY:HA3 1.83 0.60
2:2:60:LEU:HD22 2:2:225:SER:HB2 1.84 0.60
2:2:145:ASN:H 2:2:165:LEU:HB3 1.65 0.60
1:8:46:THR:O 1:8:59:GLU:N 2.30 0.60
8:A:161:GLY:O 9:B:83:ARG:NH1 2.34 0.60
14:G:12:ASN:O 14:G:21:ASN:ND2 2.35 0.60
14:G:220:SER:O 14:G:226:GLY:N 2.32 0.60
16:1:272:LEU:N 16:1:305:ILE:O 2.26 0.60
17:J:103:ASN:HD22 17:J:106:ASP:HB3 1.66 0.60
18:K:252:ARG:HH22 | 19:L:126:ARG:HD2 1.67 0.60
19:1:252:VAL:HG12 19:1:252:VAL:O 2.01 0.60
21:N:70:TYR:HA 21:N:75:TYR:HE1 1.66 0.60
21:N:769:PRO:HG3 21:N:890:PHE:CE2 2.37 0.60
24:Q:304:GLU:O 24:QQ:308:ASN:N 2.34 0.60
24:Q:363:SER:CB 24:Q:369:ASP:O 2.48 0.60
24:Q:386:PHE:CD1 25:R:340:GLN:O 2.55 0.60
25:R:33:LEU:HD11 25:R:89:ASN:CG 2.26 0.60
25:R:325:HIS:HB2 25:R:328:PHE:CD2 2.37 0.60
30:W:4:GLU:HB2 30:W:107:HIS:O 2.00 0.60
33:7:237:VAL:N 33:7Z:264:PHE:CZ 2.69 0.60
33:7:305:VAL:HG13 33:7Z:982:ILE:HG21 1.84 0.60
33:7:598:ALA:O 33:72:745:LEU:HD13 2.01 0.60
33:7Z:770:GLU:HA 33:7:773:ARG:HB2 1.84 0.60
33:7:785:VAL:HG12 33:7:822: THR:OG1 2.01 0.60
8:a:48:LYS:HA 8:a:193:HIS:ND1 2.17 0.60
4:1:66:1ILE:HB 4:1:70:1ILE:HG22 1.83 0.60
5:3:46: TYR:OH 5:3:64:ASN:O 2.19 0.60
1:1:119:LYS:HD3 1:1:124:TYR:CE2 2.37 0.60
3:3:20: THR:HA 3:3:36:ASP:0OD2 2.02 0.60
7:7:111:GLU:HG2 7:7:117:LEU:HD22 1.84 0.60
7:7:172-MET:H 7:7:192:SER:HB3 1.67 0.60

Continued on next page...




Page 156

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
7:7:284:ASN:O 5:3:39:LYS:NZ 2.23 0.60
8:A:73:PHE:O 8:A:81:MET:N 2.26 0.60
8:A:125:SER:O 8:A:129:THR:N 2.25 0.60
10:C:134:SER:OG 10:C:153:PRO:HD3 2.02 0.60
11:D:33:ALA:O 11:D:164:ILE:N 2.26 0.60
12:E:192: THR:N 12:E:195:GLU:OE1 2.33 0.60
15:H:97:LEU:CD2 16:1:146:ILE:CD1 2.70 0.60
17:J:170:HIS:NE2 17:J:172:GLU:HB3 2.16 0.60
18:K:140:HIS:O 18:K:144:ASN:HA 2.01 0.60
22:0:132:GLU:HA 22:0:135:ARG:NH2 2.16 0.60
22:0:147:ARG:HB2 22:0:178:TYR:CZ 2.36 0.60
23:P:412:LEU:HD22 29:V:244:MET:O 2.01 0.60
24:QQ:80:HIS:HB3 24:QQ:84:'TYR:CE2 2.36 0.60
24:Q:355:GLU:OE2 24:Q:355:GLU:HA 2.00 0.60
24:(Q:405:GLN:HG2 25:R:395:ASN:HB2 0.68 0.60
26:S:273:PHE:HB3 26:S5:292: TYR:HB3 1.82 0.60
26:S:460:VAL:O 26:S:463:GLU:HB3 2.00 0.60
28:U:174:LEU:HD11 29:V:210: THR:HA 1.82 0.60
28:U:266: THR:O 28:U:269: THR:OG1 2.14 0.60
29:V:249:GLU:O 29:V:253:LYS:N 2.21 0.60
33:7:822: THR:HG22 | 33:Z:827:LEU:HD22 1.83 0.60
12:¢:214:GLU:OE1 12:¢:214:GLU:N 2.32 0.60
7:1:82:ARG:HD3 7:1:200:ASP:OD1 2.01 0.60
3:3:102:LYS:O 3:3:106:TYR:N 2.27 0.60
4:4:33:VAL:HA 4:4:155:SER:HA 1.83 0.60
5:5:205:ASP:HA 7:1:241:HIS:HA 1.83 0.60
6:6:64:1ILE:O 6:6:68:SER:N 2.28 0.60
8:A:48:LYS:HA 8:A:193:HIS:ND1 2.17 0.60
14:G:70:VAL:N 14:G:74:ILE:O 2.25 0.60
15:H:258:LEU:O 15:H:262:ALA:N 2.33 0.60
15:H:399:GLU:OE1 15:H:439: THR:HA 2.01 0.60
15:H:441:LYS:HA 15:H:444:LEU:HB2 1.83 0.60
16:1:132:SER:OG 16:1:177:HIS:O 2.19 0.60
16:1:143:ASP:O 16:1:158:SER:OG 2.14 0.60
16:1:228:PRO:HG2 16:1:242:PRO:HB3 1.84 0.60
17:J:168:VAL:HG11 17:J:206: THR:HB 1.82 0.60
18:K:319:ASN:OD1 18:K:320:ARG:N 2.35 0.60
19:1:224:PRO:HG3 19:1:328:ASN:HD21 1.66 0.60
20:M:176:PRO:HD2 20:M:236:ALA:HB1 1.84 0.60
21:N:252:GLY:O 21:N:256:GLN:N 2.27 0.60
21:N:874:ILE:HG22 21:N:875:LEU:H 1.65 0.60
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22:0:43:GLU:OE1 22:0:62: TYR:HA 2.02 0.60
22:0:336:LEU:O 22:0:353:VAL:HG11 2.01 0.60
23:P:260:VAL:HG12 23:P:264:1LE:HD11 1.83 0.60
25:R:400: TYR:O 25:R:403:LEU:HB3 2.01 0.60
26:S:6:VAL:O 26:S:10: VAL:N 2.26 0.60
26:S:300:ALA:O 26:5:302:HIS:N 2.35 0.60
10:c:146: TYR:HE1 10:¢:216:ILE:HG22 1.67 0.60
12::179:ALA:HB2 12:¢:207:VAL:HG11 1.84 0.60
4:1:33:VAL:HA 4:1:155:SER:HA 1.83 0.60
5:3:123:GLY:HA3 5:3:137:ILE:HG21 1.82 0.60
1:1:49:1ILE:HG22 1:1:54:ILE:HA 1.84 0.60
6:6:135: TYR:HA 6:6:138:PHE:CD2 2.36 0.60
11:D:48:ARG:HE 11:D:211:GLU:HB3 1.66 0.60
11:D:115:GLY:HA2 11:D:118:GLN:HB3 1.82 0.60
12:E:177:GLU:OE1 12:E:177:GLU:N 2.24 0.60
13:F:117:GLN:OE1 14:G:83:PRO:HB2 2.02 0.60
15:H:240:1LE:HD13 20:M:399:GLY:HA3 1.84 0.60
16:1:289:ARG:HA 16:1:292:ARG:HD2 1.84 0.60
17:J:265:ASP:HA 17:J:268:VAL:HB 1.84 0.60
18:K:207:ARG:NH2 18:K:306:PHE:HB2 2.17 0.60
19:L:70: TYR:HA 20:M:12:LEU:HD21 1.84 0.60
20:M:8:ASP:O 20:M:11: THR:0G1 2.19 0.60
20:M:224:PRO:CA 20:M:228:LYS:HD3 2.32 0.60
20:M:334:ASP:HB3 20:M:337:LEU:H 1.66 0.60
21:N:880:ARG:NH2 21:N:899:ASN:OD1 2.34 0.60
22:0:254:LEU:O 22:0:258:LEU:N 2.33 0.60
23:P:288:ASN:H 23:P:293:LEU:HD11 1.65 0.60
24:Q:27'TYR:HA 24:Q:30:LEU:HG 1.83 0.60
24:Q:404:ASN:OD1 25:R:393:PRO:CG 2.50 0.60
25:R:403:LEU:HD21 26:S:464:ARG:CD 2.27 0.60
25:R:415:GLN:HB2 26:S:298:ARG:HH12 1.66 0.60
29:V:58:VAL:HB 29:V:62:THR:HG21 1.83 0.60
29:V:140:VAL:HB 29:V:154:ASP:HB3 1.84 0.60
33:7:131:LYS:HG2 33:7:135:LEU:HD22 1.83 0.60
33:7:269:TYR:C 33:2:272:TYR:HD2 2.06 0.60
33:2:272:TYR:CG 33:72:277:GLU:HB2 2.36 0.60
33:7:589:SER:HB2 33:72:600:GLU:HG2 1.84 0.60
33:Z:757:SER:O 33:7:761:PHE:HB2 2.02 0.60
9:b:1:MET:N 14:¢:129:VAL:HG13 2.17 0.60
14:g:12:ASN:O 14:2:21:ASN:ND2 2.35 0.60
4:1:236:ARG:NE 5:j:162:ASP:OD1 2.35 0.60
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4:4:30:THR:O 4:4:158:SER:N 2.35 0.60
6:6:14:ILE:HG12 6:6:183:ILE:HG12 1.84 0.60
6:6:67:TYR:HE2 6:6:75:LEU:HD21 1.67 0.60
2:9:160:LEU:O 2:9:171:SER:OG 2.16 0.60
17:J:127:GLU:C 17:J:129:LYS:HE3 2.27 0.60
17:J:203:ALA:HB1 17:J:210:PHE:HB2 1.83 0.60
18:K:244:HIS:HD2 18:K:246:TYR:CB 2.15 0.60
19:1:138:SER:O 19:L:141:LYS:HE3 2.02 0.60
21:N:238:ALA:O 21:N:242:PHE:N 2.25 0.60
21:N:772:GLN:CB 21:N:869:ASP:H 2.15 0.60
22:0:255:LEU:HA 22:0:258:LEU:HD12 1.84 0.60
23:P:164:GLN:HA 23:P:176:LYS:CE 2.31 0.60
23:P:248:ASP:HB2 23:P:257TRP:HD1 1.67 0.60
23:P:300:VAL:HA 23:P:303:PHE:CE2 2.37 0.60
23:P:437:GLU:O 23:P:441:GLY:N 2.35 0.60
24:Q:7:LYS:HZ2 24:QQ:34:ASP:HB2 1.66 0.60
24:Q:65:TYR:O 24:Q:70:ALA:N 2.34 0.60
24:Q:143: THR:HA 24:Q:146:TYR:HB3 1.84 0.60
24:Q:181:GLU:HG2 24:Q:185:TYR:CE2 2.37 0.60
25:R:259:PHE:HD1 25:R:333:MET:SD 2.25 0.60
25:R:400: TYR:HE1 26:S:461:PHE:CE1 2.06 0.60
27:T:252:GLU:CG 27:T:256:LYS:HG3 2.24 0.60
33:7:308:LYS:HZ1 33:7:342:LEU:HD12 1.65 0.60
33:7:905:ASN:OD1 33:7:908:1LE:HD12 2.02 0.60
9:b:12:PHE:N 10:¢:21:GLN:HE22 1.91 0.60
11:d:226:SER:O 11:d:230:ASN:N 2.24 0.60
4:1:245:SER:O 5:3:197:LYS:N 2.29 0.60
6:k:108:ASP:N 6:k:113:LYS:O 2.34 0.60
2:2:77:PRO:HA 2:2:83:VAL:HA 1.84 0.59
5:5:15:MET:HG2 5:5:136:PHE:HB3 1.84 0.59
6:6:92:ILE:HA 6:6:97:PRO:HB3 1.84 0.59
7:7:82:ARG:HH11 7:7:200:ASP:CG 2.09 0.59
1:8:49:ILE:HG22 1:8:54:1ILE:HA 1.84 0.59
11:D:11:PHE:N 12:E:23:GLN:HE22 2.00 0.59
12:E:36: THR:HA 12:E:173:GLY:HA3 1.84 0.59
15:H:331:ARG:HH12 | 20:M:282:GLU:HB2 1.65 0.59
16:1:206:GLU:CB 16:1:261:LYS:HB2 2.23 0.59
19:L:307:GLU:O 19:L:310: THR:OG1 2.19 0.59
20:M:182:ASP:O 20:M:363:ILE:HG21 2.01 0.59
21:N:463: TYR:CE2 21:N:467:LYS:HD2 2.37 0.59
22:0:331:ALA:O 22:0:337:LEU:N 2.34 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
24:QQ:109:ASP:0OD1 24:Q:110:SER:N 2.34 0.59
24:Q:309:ARG:O 24:Q:346:ASN:CA 2.45 0.59
25:R:204: TRP:HA 25:R:207:ARG:NH1 2.17 0.59
25:R:283:THR:C 25:R:285:ALA:N 2.60 0.59
25:R:312: TYR:CD1 25:R:316:LEU:HD12 2.37 0.59
25:R:346:LYS:HA 25:R:390: THR:OG1 2.01 0.59
26:S:421:TYR:HB3 27:T:156:SER:HA 1.84 0.59
29:V:261:LEU:HD22 | 29:V:280:LEU:HD23 1.84 0.59
33:7Z:815:MET:HG2 33:7Z:830:LEU:CD1 2.31 0.59
33:72:915:ALA:O 33:7:959:HIS:HA 2.02 0.59
8:a:226:GLY:HA2 R:a:235: THR:HA 1.84 0.59
12:e:147:HIS:CD2 12:€:224:LYS:HB2 2.36 0.59
13:£:76:GLY:HA3 13:£:130:VAL:HA 1.84 0.59
3:h:59:LYS:HD3 3:h:121:TYR:HD2 1.66 0.59
4:1:176: THR:N 4:1:179:GLU:OE1 2.33 0.59
2:2:52:GLY:N 2:2:158:GLN:HE21 1.99 0.59
6:6:108:ASP:N 6:6:113:LYS:O 2.34 0.59
13:F:50:LYS:N 13:F:210:ASN:O 2.29 0.59
13:F:227:GLY:O 13:F:230:VAL:HG22 2.02 0.59
15:H:331:ARG:HH21 | 20:M:249:PRO:HD3 1.66 0.59
19:L:101:ILE:HG13 19:1:103:GLN:NE2 2.16 0.59
22:0:99:LEU:CD1 22:0:132:GLU:CA 2.81 0.59
24:Q:202:ARG:HH22 24:Q:218:LEU:C 2.10 0.59
24:Q:302:VAL:HG11 24:Q:335:PHE:HE1 1.53 0.59
24:Q:390:LEU:HA 24:Q:397:LEU:HD12 1.84 0.59
25:R:36:SER:HA 25:R:42:GLN:CD 2.27 0.59
25:R:164: THR:HA 25:R:167:LYS:HB3 1.84 0.59
26:S:453:ASP:O 28:U:267:VAL:HG12 2.02 0.59
27:T:181:LEU:HA 27:T:184:ALA:HB3 1.83 0.59
28:U:165:GLU:O 28:U:169:ILE:N 2.34 0.59
29:V:92:.MET:HA 29:V:95:LEU:HB2 1.84 0.59
30:W:44:ASN:N 30:W:47:ASN:OD1 2.33 0.59
33:72:423:GLY:O 33:7:427:GLN:N 2.35 0.59
10:¢:150: THR:O 10:c:157:TYR:HB2 2.03 0.59
11:d:139:ASP:HB2 11:d:142:ASP:HB3 1.83 0.59
6:k:169:GLU:HG2 6:k:176:PHE:HZ 1.67 0.59
7:1:252:LEU:O 7:1:263:HIS:N 2.29 0.59
7:7:101:VAL:HB 5:j:177:ARG:HD3 1.83 0.59
7:7:191:ASP:0OD1 7:7:195: THR:N 2.21 0.59
1:8:208: THR:O 1:8:212:GLU:HG2 2.03 0.59
8:A:130:GLN:HA 9:B:128:ARG:NE 2.17 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
8:A:220:LYS:HB2 8:A:238:ALA:HB1 1.84 0.59
11:D:32:CYS:HA 11:D:165:GLY:HA3 1.84 0.59
11:D:81:ASP:OD1 11:D:127:ARG:NH2 2.29 0.59
11:D:139:ASP:HB2 11:D:142:ASP:HB3 1.83 0.59
11:D:150: THR:HG22 11:D:156: TYR:HB3 1.84 0.59
11:D:163: THR:HG21 | 11:D:171:VAL:HG13 1.84 0.59
13:F:43:HIS:HE1 13:F:184:GLY:HA2 1.67 0.59
15:H:155:PHE:CD1 20:M:76:PRO:HG2 2.38 0.59
15:H:334:LEU:HD23 15:H:337:1ILE:HD12 1.83 0.59
16:1:225:VAL:HG22 16:1:350:LYS:HD2 1.84 0.59
17:J:270:ARG:HD3 17:J:273:LEU:HB2 1.84 0.59
21:N:255:ALA:0 21:N:259:PHE:N 2.35 0.59
21:N:913:PRO:O 21:N:914:VAL:HG12 2.01 0.59
22:0:156:THR:O 22:0:160:LYS:HD3 2.01 0.59
23:P:280:LEU:HD22 23:P:283:LYS:NZ 2.16 0.59
23:P:431:HIS:HA 29:V:230: TYR:CE2 2.38 0.59
24:Q:422:VAL:O 24:Q:426:LEU:N 2.36 0.59
25:R:150:ALA:HA 25:R:153: THR:HB 1.84 0.59
25:R:198:ILE:HG23 25:R:200:LYS:HG3 1.83 0.59
26:S:156: VAL:HG22 26:S:188: TYR:CE1 2.38 0.59
26:S:215:MET:0O 26:S:219:LYS:N 2.29 0.59
26:S:297:1LE:H 26:5:299:LYS:NZ 1.96 0.59
26:S:405:ARG:HA 26:S:408:CYS:CB 2.24 0.59
26:S:464:ARG:HE 28:U:281:LEU:HG 1.66 0.59
27:T:146:ILE:HA 27:T:149:ASP:HB3 1.82 0.59
29:V:97:GLN:NE2 30:W:102:GLN:OE1 2.35 0.59
33:7:120:SER:O 33:7:124:-MET:N 2.34 0.59
33:7:889:VAL:HG11 33:7:894:MET:HB2 1.83 0.59
8:a:65:ASP:O 8:a:68: THR:0G1 2.17 0.59
9:b:13:SER:0OG 9:b:17:LYS:N 2.35 0.59
11:d:37:LYS:HB2 11:d:145:PRO:HB2 1.84 0.59
12:€:90:GLU:OE2 7:1:144:ARG:HD3 2.01 0.59
14:2:196:ALA:HA 14:¢:199:ILE:HD12 1.82 0.59
7:1:113:ASN:OD1 7:1:116:LEU:N 2.36 0.59
1:1:64:ASP:HA 1:1:70:VAL:HA 1.85 0.59
3:3:16:VAL:HA 3:3:41:THR:HG22 1.84 0.59
5:5:28:ARG:NH1 5:5:180:LEU:O 2.36 0.59
5:5:78:GLU:O 9:B:108:LYS:NZ 2.33 0.59
5:5:98:ARG:HB3 5:5:102:PRO:HA 1.83 0.59
7:7:113:ASN:O 7:7:260: TRP:NE1 2.33 0.59
8:A:57:LYS:N 8:A:222:ASP:0O 2.32 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
15:H:156:VAL:HG11 | 20:M:163:PHE:CD1 2.36 0.59
15:H:404: TRP:HH?2 15:H:443:PHE:CE1 2.21 0.59
16:1:281:GLN:HB3 17:J:223:1ILE:CA 2.31 0.59
17:J:47:GLN:HA 17:J:50:ALA:HB3 1.85 0.59
17:J:74:GLU:HB3 17:J:87:LYS:O 2.02 0.59
17:J:164:ILE:HA 17:J:289:LYS:HE3 1.84 0.59
19:1:274.GLU:OFE1 19:L:320: GLN:N 2.24 0.59
20:M:386:PHE:HB3 20:M:390: GLN:HB2 1.83 0.59
21:N:543:ASP:0OD1 21:N:544:GLU:N 2.35 0.59
23:P:12:ASP:O 23:P:16:ILE:N 2.29 0.59
23:P:410:GLN:O 23:P:413:ASN:N 2.35 0.59
23:P:417:HIS:HA 23:P:420:ASP:HB2 1.85 0.59
25:R:202:GLY:HA3 25:R:206:ARG:HG2 1.82 0.59
25:R:407:GLY:O 25:R:411:LEU:N 2.29 0.59
26:S:152:LEU:HB2 26:S:187:ILE:HG23 1.85 0.59
26:S:179:1ILE:HG13 26:S:184: TRP:CE2 2.37 0.59
29:V:107:TRP:N 29:V:137:VAL:O 2.24 0.59
31:X:63:PRO:C 31:X:65:SER:H 2.09 0.59
33:7:102:1ILE:HG23 33:7:115:LEU:HD22 1.84 0.59
33:7:366:LYS:HG2 33:7:367:SER:N 2.09 0.59
8:a:102:ALA:O 8:a:106:TYR:N 2.23 0.59
9:b:206:GLY:HA3 9:b:240:SER:HA 1.84 0.59
12:e:13:SER:HB2 13:£:126:ARG:HD3 1.84 0.59
12:e:62:ASP:0OD1 12:e:63:SER:N 2.35 0.59
12:e:156:PHE:CD1 12:e:166:ARG:HA 2.37 0.59
14:¢:130:ARG:HG2 14:¢:130:ARG:NH1 2.17 0.59
4:1:30: THR.:O 4:1:158:SER:N 2.35 0.59
7:1:130: TRP:O 7:1:134:LEU:N 2.25 0.59
1:1:214:HIS:NE2 1:1:216:GLN:HB2 2.16 0.59
2:2:160:LEU:O 2:2:171:SER:OG 2.16 0.59
5:5:189:ILE:HB 5:5:196:VAL:HB 1.84 0.59
7:7:92:ASP:0OD1 7:7:108:LYS:NZ 2.32 0.59
7:7:214:VAL:O 7:7:217:SER:OG 2.15 0.59
11:D:37:LYS:HB2 11:D:145:PRO:HB2 1.84 0.59
12:E:201:LEU:HD12 | 12:E:212:LEU:HD11 1.84 0.59
16:1:176:LEU:HD13 16:1:181:MET:HBS3 1.84 0.59
16:1:253:GLY:H 16:1:257: THR:CB 2.15 0.59
16:1:275:VAL:HG23 17:J:274:GLU:OE1 2.02 0.59
17:J:26:LYS:HZ2 21:N:156:ILE:HD13 1.68 0.59
17:J:252:SER:HB3 17:J:257:ARG:NH2 2.18 0.59
18:K:95:VAL:HG23 18:K:139:LEU:HB2 1.84 0.59

Continued on next page...




Page 162

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
18:K:245:LYS:HZ2 19:L:256:ILE:H 1.51 0.59
22:0:191: THR:O 22:0:194:LEU:HB2 2.02 0.59
22:0:352:TRP:CG 22:0:353:VAL:H 2.21 0.59
24:Q:31:LEU:HA 24:Q:42:ALA:HB1 1.85 0.59
24:Q:49:LYS:HE2 24:Q:53:GLU:OE2 2.03 0.59
24:Q:126:LYS:HG2 24:Q:134:LYS:HZ2 1.68 0.59
24:QQ:415:LEU:O 24:Q:419:LEU:HG 2.02 0.59
26:S:185:PHE:CD1 26:S:188: TYR:HB2 2.37 0.59
26:S:411:LEU:HA 26:S:414:ASP:HB2 1.84 0.59
28:U:32:ARG:N 28:U:58:GLU:OE1 2.35 0.59
30:W:2:VAL:O 30:W:47:ASN:ND2 2.28 0.59
30:W:12:ASN:CG 30:W:81:ILE:HA 2.27 0.59
30:W:12:ASN:ND2 30:W:81:ILE:HA 2.17 0.59
33:7:492:GLY:0O 33:7:496:ALA:N 2.29 0.59
10:¢:143:ARG:NH1 6:k:73: TYR:HB2 2.17 0.59
5:j:28:ARG:NH1 5:3:180:LEU:O 2.36 0.59
1:1:47:ARG:HE 1:1:219:ASP:CG 2.09 0.59
6:6:145:ASP:O 7:1:281:SER:HB2 2.03 0.59
7:7:113:ASN:OD1 7:7:116:LEU:N 2.36 0.59
8:A:85:GLY:HA3 8:A:139:VAL:HG12 1.82 0.59
10:C:16:GLU:HB3 11:D:29:ARG:HH22 1.67 0.59
12:E:156:PHE:CD1 12:E:166:ARG:HA 2.37 0.59
13:F:66:CYS:H 13:F:71:GLY:HA2 1.68 0.59
14:G:26:TYR:HA 14:G:29:LYS:HG2 1.85 0.59
14:G:121:GLN:O 14:G:124:THR:OG1 2.14 0.59
18:K:344:ARG:HG3 18:K:378:LEU:O 2.03 0.59
20:M:77:TYR:CE2 20:M:156:LEU:HD12 2.32 0.59
21:N:36:TRP:CZ2 21:N:71:ASN:HB3 2.38 0.59
21:N:635:GLN:HA 21:N:638:ILE:HB 1.84 0.59
22:0:166:ARG:O 22:0:170:SER:N 2.25 0.59
22:0:210:ARG:NH2 22:0:237:PRO:O 2.27 0.59
22:0:310:PHE:N 22:0:346:GLU:O 2.35 0.59
23:P:299:LEU:HD12 23:P:302:LEU:HB2 1.85 0.59
24:Q:29:SER:O 24:QQ:33:LYS:N 2.36 0.59
24:Q:314:PHE:HD2 24:Q:339:TYR:CZ 2.20 0.59
25:R:301: TYR:HE2 25:R:359:VAL:HG11 1.67 0.59
25:R:329:PHE:O 25:R:332:GLU:N 2.35 0.59
25:R:372:ILE:HG12 25:R:381:ILE:CG2 2.33 0.59
25:R:381:ILE:N 26:5:398: THR:CB 2.39 0.59
25:R:395:ASN:O 25:R:396:LYS:C 2.46 0.59
26:S:143:GLN:O 26:S:148:ASP:HB2 2.02 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
26:S:237:ILE:HA 26:S:240:ASP:HB2 1.84 0.59
32:Y:64: TRP:N 32:Y:65:ASP:HA 2.16 0.59
33:7:258:PRO:HB2 33:7:259:PRO:HD3 1.85 0.59
33:2:272:TYR:O 33:7:276:ASN:HB2 2.03 0.59
33:7:307:HIS:CE1 33:7:310:LEU:HD23 2.38 0.59
11:d:212:ILE:HB 11:d:224:LEU:HB2 1.84 0.59
14:g:43:ASN:OD1 14:g:44:ASP:N 2.32 0.59
14:2:80:GLY:HA3 14:g:134:VAL:HG12 1.84 0.59
3:h:194:-MET:O 3:h:205:LEU:N 2.24 0.59
4:1:39:ASN:ND2 4:1:208:GLU:OE2 2.36 0.59
6:k:67: TYR:HE2 6:k:75:LEU:HD21 1.67 0.59
2:2:135:GLN:HB3 2:2:139:LYS:HZ1 1.66 0.59
4:4:126:TYR:HE1 4:4:144:ALA:H 1.49 0.59
7:7:76:THR:N 7:7:245:'TYR:O 2.36 0.59
1:8:119:LYS:HD3 1:8:124: TYR:CE2 2.37 0.59
1:8:170:ASP:O 1:8:175:PHE:N 2.36 0.59
2:9:135:GLN:HB3 2:9:139:LYS:HZ1 1.68 0.59
9:B:13:SER:OG 9:B:17:LYS:N 2.35 0.59
11:D:178:ASN:OD1 11:D:197:ARG:NH2 2.36 0.59
14:G:141:VAL:HA 14:G:146:ALA:HA 1.85 0.59
16:1:222:LYS:HA 16:1:226:GLU:HB3 1.84 0.59
16:1:273:ARG:NH2 17:J:277:ASN:HD22 1.99 0.59
17:J:252:SER:N 17:J:294: THR:OG1 2.32 0.59
17:J:273:LEU:O 17:J:277:ASN:N 2.27 0.59
20:M:276:THR:N 20:M:320:ARG:O 2.29 0.59
23:P:286:ASN:OD1 23:P:287:ASP:N 2.34 0.59
24:Q:20: TYR:HB3 24:QQ:64:LEU:HD13 1.85 0.59
25:R:403:LEU:CD2 26:S:464:ARG:HD2 2.26 0.59
28:U:21:HIS:HD2 29:V:100:ARG:HH21 1.50 0.59
28:U:82:LYS:HB3 29:V:72:PRO:HB3 1.85 0.59
29:V:110:SER:O 29:V:112:PRO:HD3 2.03 0.59
32:Y:80:GLU:OE1 32:Y:83:ARG:NH2 2.35 0.59
33:72:241: THR:HG22 33:7:242:PHE:H 1.68 0.59
33:7:601:VAL:CG1 33:7:620:LEU:CD1 2.81 0.59
4:1:204:VAL:O 4:1:216:LEU:N 2.22 0.59
5::30:GLY:HA2 5:j:36:VAL:HG23 1.84 0.59
6:k:107: TYR:HA 6:k:114:PRO:HA 1.84 0.59
4:4:39:ASN:ND2 4:4:208:GLU:OE2 2.36 0.59
6:6:148: TYR:OH 6:6:150:PRO:HA 2.03 0.59
7:7:82:ARG:HG2 7:7:221: TRP:CZ3 2.37 0.59
1:8:31:ILE:N 1:8:158:GLY:O 2.28 0.59
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1:8:134:ASP:N 1:8:138:LYS:O 2.27 0.59
2:9:60:LEU:HD22 2:9:225:SER:HB2 1.84 0.59
8:A:226:GLY:HA2 8:A:235:THR:HA 1.84 0.59
10:C:12:ILE:HA 11:D:19:GLN:HE22 1.67 0.59
10:C:150: THR:O 10:C:157:TYR:HB2 2.02 0.59
11:D:73:LEU:HD12 11:D:135:ILE:HG12 1.83 0.59
12:E:179:ALA:HB2 12:E:207:VAL:HG11 1.84 0.59
13:F:94:TYR:CZ 13:F:98:VAL:HG21 2.38 0.59
14:G:80:GLY:HA3 14:G:134:VAL:HG12 1.84 0.59
15:H:96:PRO:CG 16:1:137:GLU:CG 2.46 0.59
16:1:164:ASP:OD1 16:1:165:LYS:N 2.36 0.59
17:J:186:ILE:HB 17:J:310:ILE:HD13 1.84 0.59
17:J:277:ASN:ND2 17:J:309:ARG:HH21 1.97 0.59
20:M:192:GLU:HA 20:M:195:GLU:HB3 1.83 0.59
22:0:323:ASN:O 22:0:327:LEU:N 2.34 0.59
24:Q:117:VAL:O 24:Q:120:LYS:HB2 2.03 0.59
24:Q:125:ALA:HB1 24:Q:130:ARG:HB3 1.84 0.59
24:Q:164:GLU:HG3 24:Q:169:ASP:CB 2.32 0.59
24:Q:409:TYR:CE2 24:Q:413:LEU:HB2 2.38 0.59
25:R:25:GLU:O 25:R:29:LYS:N 2.24 0.59
25:R:67:CYS:SG 25:R:92:ILE:HG13 2.43 0.59
25:R:301:TYR:CG 25:R:357:PHE:HB3 2.38 0.59
26:S:343:LEU:HD12 26:S:346: TYR:HB3 1.83 0.59
26:S:475:TYR:O 26:S:479:MET:N 2.36 0.59
28:U:37:ILE:HG12 28:U:91:GLY:C 2.27 0.59
28:U:189:ARG:HD2 28:U:192:ASN:ND2 2.11 0.59
29:V:117:TRP:HZ3 29:V:119:SER:HA 1.67 0.59
33:7:243:GLN:C 33:7:245:VAL:N 2.61 0.59
9:b:49:LYS:N 9:b:208:THR:O 2.36 0.59
12:e:51:GLU:HG2 12:e:53:ARG:HB2 1.85 0.59
4:1:172:LYS:HG2 4:1:175:LEU:HD21 1.85 0.59
5:3:15:MET:HG2 5:j:136:PHE:HB3 1.84 0.59
7:1:270:GLU:O 7:1:274:LYS:N 2.24 0.59
1:1:29:GLY:CA 1:1:61:LYS:NZ 2.64 0.59
2:2:222:ALA:N 3:3:43:ALA:O 2.31 0.59
4:4:175:LEU:HD22 4:4:179:GLU:HB3 1.85 0.59
8:A:168:ALA:O 9:B:55:LEU:HB3 2.03 0.59
9:B:205:ASN:N 9:B:208: THR:OG1 2.30 0.59
9:B:227:ILE:HG22 9:B:230:ASP:H 1.68 0.59
15:H:69:VAL:HG11 16:1:179:LYS:HE2 1.83 0.59
15:H:195:VAL:HG12 16:1:138:GLU:OE1 2.02 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
16:1:379: ASN:ND2 16:1:413:ASP:O 2.36 0.59
18:K:96:ILE:CG1 19:L:128:ILE:HG13 2.32 0.59
18:K:157:SER:O 18:K:244:HIS:CE1 2.56 0.59
21:N:90:ASP:0OD1 21:N:91:ILE:N 2.36 0.59
21:N:585:ARG:NH2 21:N:619:CYS:SG 2.75 0.59
22:0:309:SER:HB3 22:0:347:LEU:CA 2.33 0.59
23:P:233:GLU:O 23:P:237:VAL:HG23 2.03 0.59
23:P:435:LYS:NZ 28:U:156:HIS:H 2.01 0.59
24:Q:20: TYR:HA 24:Q:23:ALA:HB3 1.83 0.59
25:R:141:TYR:HB2 25:R:150:ALA:HB2 1.85 0.59
25:R:201:GLY:O 25:R:207:ARG:N 2.35 0.59
25:R:259:PHE:CD1 25:R:333:MET:SD 2.96 0.59
30:W:51:.LEU:HG 30:W:62:LEU:HB2 1.84 0.59
30:W:165:GLN:O 30:W:169:SER:N 2.35 0.59
32:Y:86:ARG:HA 32:Y:89:GLN:HB2 1.83 0.59
33:72:269:TYR:CA 33:7:272:TYR:HE2 2.06 0.59
33:Z:740:VAL:HG13 33:2:772:1LE:HG13 1.83 0.59
33:7:740:VAL:HG21 33:7:769:ASN:HD22 1.68 0.59
33:7:758:LEU:HD12 33:7:788:PRO:0O 2.03 0.59
13:£:15:PRO:HA 14:2:26: TYR:CD1 2.37 0.59
14:2:26: TYR:HA 14:2:29:LYS:HG2 1.85 0.59
14:¢:170:GLN:H 14:¢:170:GLN:CD 2.07 0.59
3:h:175:LYS:HG2 3:h:215:LEU:HD11 1.84 0.59
6:k:18:SER:HA 6:k:179:VAL:HG12 1.85 0.59
7:1:82:ARG:HG2 7:1:221: TRP:CZ3 2.37 0.59
1:1:170:ASP:O 1:1:175:PHE:N 2.36 0.59
3:3:55:ARG:HB2 3:3:61: TRP:CZ2 2.38 0.59
6:6:143:LEU:HD22 6:6:147:-HIS:HE1 1.68 0.59
1:8:57:ARG:HH21 4:1:194:ASN:ND2 2.01 0.59
15:H:178:ARG:HH12 15:H:191:ILE:HB 1.68 0.59
15:H:221:LEU:O 15:H:225:VAL:N 2.34 0.59
15:H:414:SER:HB3 15:H:418:GLU:OE1 2.03 0.59
16:1:291:CYS:O 16:1:295:PHE:N 2.25 0.59
17:J:188: TYR:HB3 17:J:315:GLU:CB 2.33 0.59
18:K:126:LEU:HB3 18:K:131:LEU:N 2.17 0.59
18:K:251:PRO:HA 18:K:254:VAL:HB 1.83 0.59
19:L:255: TYR:HB3 19:L:258:GLU:OE2 2.03 0.59
19:L:269:TYR:O 19:L:273:HIS:N 2.28 0.59
21:N:386:MET:HE3 21:N:407:GLY:C 2.28 0.59
21:N:617:VAL:O 21:N:621: THR:HG23 2.02 0.59
21:N:761:ILE:O 21:N:769:PRO:HD2 2.03 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
22:0:23:HIS:O 22:0:24:PRO:C 2.46 0.59
22:0:196:LEU:O 22:0:200:GLU:N 2.36 0.59
23:P:287:ASP:C 23:P:289:ASN:H 2.09 0.59
23:P:353:ILE:HG23 23:P:357:TYR:HD2 1.68 0.59
24:Q:79:PRO:HG3 24:Q:124:PHE:CE2 2.33 0.59
24:Q:426:LEU:HB3 28:U:293:GLU:OE2 2.03 0.59
25:R:176:ARG:HA 25:R:243:LEU:HD21 1.84 0.59
25:R:213:TYR:O 25:R:217:HIS:N 2.35 0.59
25:R:301:TYR:OH 25:R:359:VAL:HG21 2.02 0.59
26:S:401:LYS:HA 26:S:445: THR:H 1.68 0.59
27:T:98:GLU:HA 27:T:102:LYS:NZ 2.18 0.59
27:T:249:MET:O 27:T:250:MET:O 2.21 0.59
28:U:206:ASP:HA 28:U:209:GLU:CD 2.28 0.59
31:X:85:ARG:HD3 31:X:117:LYS:HB3 1.85 0.59
33:7:130:GLY:C 33:72:157.:LEU:HD21 2.28 0.59
8:a:123:ASN:ND2 9:b:83:ARG:HE 2.00 0.59
11:d:32:CYS:HA 11:d:165:GLY:HA3 1.84 0.59
11:d:178:ASN:OD1 11:d:197:ARG:NH2 2.36 0.59
3:h:55:ARG:HB2 3:h:61: TRP:CZ2 2.38 0.59
5:3:90:LEU:O 5:3:93:SER:OG 2.18 0.59
6:k:148:TYR:OH 6:k:150:PRO:HA 2.03 0.59
1:1:208: THR:O 1:1:212:GLU:HG2 2.03 0.58
3:3:27:PHE:CE2 3:3:29:ASP:HB2 2.37 0.58
7:7:179:TYR:HA 7:7:185:PRO:HA 1.84 0.58
2:9:204:GLN:OE1 2:9:204:GLN:N 2.29 0.58
10:C:117:ASP:O 10:C:121:GLY:N 2.37 0.58
11:D:12:SER:N 11:D:16:HIS:O 2.36 0.58
11:D:171:VAL:HG23 11:D:198:SER:HB2 1.85 0.58
16:1:337:LEU:HA 16:1:340:LEU:HB3 1.85 0.58
17:J:87:LYS:HB2 17:J:93:LYS:CG 2.33 0.58
17:J:187:LEU:N 17:J:293:ALA:HA 2.17 0.58
19:L:145:ARG:NE 19:L:161:ARG:HG3 2.17 0.58
19:L:251:ILE:HA 19:L:262:ILE:HD13 1.85 0.58
19:L:371: THR:HG23 19:1.:409:HIS:HD2 1.67 0.58
20:M:263:VAL:HG12 | 20:M:311:GLN:NE2 2.18 0.58
21:N:743:PHE:O 21:N:745:LEU:N 2.34 0.58
23:P:57:GLU:O 23:P:61:LYS:N 2.23 0.58
24:Q:71:LYS:NZ 24:Q:109:ASP:0OD1 2.34 0.58
24:Q:139:1LE:O 24:Q:143:THR:N 2.22 0.58
25:R:78:ASP:OD1 25:R:79:LEU:N 2.35 0.58
26:S:247:-VAL:HG21 26:S:279:ILE:HG23 1.84 0.58
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26:S:404:LEU:HB2 26:S:441:GLY:C 2.28 0.58
28:U:52:PHE:HE2 28:U:80:CYS:HG 1.50 0.58
33:2:272:TYR:CG 33:2:277:GLU:CB 2.86 0.58
33:72:394:TYR:CE2 33:7:859:LYS:HG2 2.38 0.58
13:£:171:TYR:O 13:£:175:THR:OG1 2.19 0.58
3:h:27.:PHE:CE2 3:h:29:ASP:HB2 2.37 0.58
5:j:11:ILE:HD12 5:j:146:LEU:HD11 1.85 0.58
7:1:172:MET:H 7:1:192:SER:HB3 1.66 0.58
2:2:152:VAL:HG11 2:2:235:LYS:HA 1.84 0.58
2:2:220:ARG:HH12 3:3:47:ASN:HA 1.68 0.58
3:3:180:GLN:HE22 3:h:158:ASP:HB3 1.66 0.58
3:3:196:VAL:N 3:3:203:GLU:O 2.34 0.58
4:4:176:THR:N 4:4:179:GLU:OE1 2.33 0.58
5:5:65:GLU:HB3 10:C:100:LYS:HG3 1.83 0.58
6:6:41:HIS:NE2 6:6:186:LYS:O 2.23 0.58
1:8:225:ILE:N 1:8:232:ARG:O 2.34 0.58
8:A:69:VAL:HA 14:G:158:TRP:HZ3 1.68 0.58
9:B:200:VAL:HG21 9:B:204:PHE:HD1 1.68 0.58
11:D:188:VAL:HG21 11:D:216:LYS:HE2 1.85 0.58
12:E:62:ASP:OD1 12:E:63:SER:N 2.35 0.58
14:G:201:TYR:HB3 14:G:247:ILE:HD12 1.85 0.58
15:H:61:ALA:HA 15:H:64:LYS:HD2 1.85 0.58
15:H:263:VAL:HG22 15:H:266:ARG:HD3 1.85 0.58
15:H:376:GLU:HB3 15:H:378:SER:OG 2.02 0.58
16:1:202:LYS:HG3 16:1:269:ALA:O 2.03 0.58
19:L:95:1ILE:HG23 20:M:36:LEU:HD12 1.85 0.58
19:L:176:GLY:HA3 19:L:233:LYS:0O 2.02 0.58
19:1L:290:ARG:NH2 19:L:302:GLN:OE1 2.35 0.58
21:N:323:GLY:O 21:N:328:PHE:HB3 2.03 0.58
21:N:399:PHE:HA 21:N:441:VAL:HG11 1.86 0.58
21:N:614:ASN:HD22 | 21:N:617:VAL:HG23 1.68 0.58
22:0:311:GLU:OE1 22:0:321:LYS:HG3 2.04 0.58
23:P:112:LEU:O 23:P:116:ILE:N 2.23 0.58
23:P:415:TRP:HA 23:P:418:ASN:HB2 1.85 0.58
23:P:421:GLU:CD 28:U:235:LEU:HB3 2.28 0.58
24:Q:83:GLU:HA 24:Q:86:MET:HB2 1.85 0.58
24:Q:161:LEU:O 24:Q:165:PHE:N 2.19 0.58
25:R:296:LEU:HB2 25:R:304: TYR:CG 2.38 0.58
25:R:381:ILE:N 26:S:398: THR:HG21 2.12 0.58
26:5:145:PHE:HB2 26:S:147:-TRP:CD1 2.37 0.58
26:S:179:ILE:HD12 26:S:184: TRP:CH2 2.38 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
26:S:259: TYR:CE2 26:S:272: TYR:HB2 2.38 0.58
26:S:404:LEU:HA 26:S:443:ILE:HG13 1.85 0.58
27:T:60:ARG:O 27:T:64:VAL:N 2.29 0.58
28:U:141:GLU:CA 28:U:153: THR:N 2.63 0.58
30:W:167:GLU:N 30:W:197:SER:HB2 2.18 0.58
31:X:48:PHE:H 31:X:66:LEU:H 1.51 0.58
33:72:272:TYR:CD2 33:72:277:GLU:CB 2.86 0.58
33:7:308:LYS:HG2 33:7:345:GLU:CG 2.30 0.58
33:7:593:HIS:N 33:Z:596:THR:CB 2.53 0.58
8:a:21:PRO:HA 9:b:23:TYR:CZ 2.37 0.58
8:a:62:LYS:O 14:¢:161:LYS:HD2 2.03 0.58
8:a:168:ALA:O 9:b:55:LEU:HB3 2.02 0.58
11:d:12:SER:N 11:d:16:HIS:O 2.36 0.58
12:e:241:LYS:NZ 12:€:245:GLU:OE2 2.36 0.58
13:£:66:CYS:H 13:£:71:GLY:HA2 1.68 0.58
4:1:129:VAL:HG13 4:1:140:PHE:HB2 1.85 0.58
6:k:92:ILE:HA 6:k:97:PRO:HB3 1.84 0.58
7:1:179: TYR:HA 7:1:185:PRO:HA 1.84 0.58
1:1:29:GLY:HA3 1:1:61:LYS:HZ1 1.66 0.58
2:2:215:ARG:HG2 2:2:219:TYR:CE2 2.39 0.58
4:4:172:LYS:HG2 4:4:175:LEU:HD21 1.85 0.58
1:8:241:ASP:HA 4:1:193: TRP:HA 1.85 0.58
8:A:63:LEU:HD11 14:G:177:GLU:HG3 1.85 0.58
9:B:12:PHE:N 10:C:21:GLN:HE22 1.98 0.58
15:H:243:PRO:HD3 20:M:400:MET:SD 2.43 0.58
15:H:282:LYS:HZ3 16:1:286:ASP:CG 2.11 0.58
16:1:124:GLU:OE1 16:1:127:ARG:HD3 2.03 0.58
16:1:135:THR:O 16:1:148: THR:N 2.35 0.58
16:1:399:SER:N 16:1:438:VAL:O 2.35 0.58
18:K:214:PRO:HB2 18:K:217:THR:HG21 1.86 0.58
19:L:164:ASP:0OD2 19:L:170:MET:HG3 2.03 0.58
19:L:241:ALA:HB3 19:L:277:ILE:HG12 1.85 0.58
21:N:70:- TYR:HE2 26:S:219:LYS:HA 1.67 0.58
21:N:474:SER:O 21:N:478:GLY:N 2.36 0.58
21:N:742: TRP:CE2 21:N:744:PRO:HD2 2.37 0.58
22:0:341:1LE:HB 23:P:357:TYR:CD1 2.38 0.58
23:P:206:LYS:O 23:P:210:ASN:N 2.36 0.58
23:P:381:SER:CB 24:Q:350:1ILE:HG23 2.32 0.58
24:Q:65:TYR:HB3 24:Q:71:LYS:N 2.19 0.58
24:Q:140:LYS:HA 24:QQ:143:THR:HB 1.84 0.58
25:R:391:ASN:HD21 | 26:S:449:LEU:HD22 1.67 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
26:S:400:LYS:O 26:S:445: THR:N 2.37 0.58
27:T:261:GLU:O 27:T:265:ASP:N 2.23 0.58
28:U:120:LEU:N 28:U:137:TYR:O 2.36 0.58
29:V:48:GLU:HG3 29:V:110:SER:O 2.03 0.58
31:X:17:TYR:CG 31:X:97:TYR:HD1 2.22 0.58
32:Y:83:ARG:HA 32:Y:86:ARG:HB3 1.85 0.58
33:7:334:LYS:HG3 33:7:336:SER:H 1.67 0.58
9:b:186:GLU:HA 9:b:189:ILE:HD12 1.86 0.58
12:e:36: THR:HA 12:€:173:GLY:HA3 1.84 0.58
13:£:121:GLN:HG3 14:2:130:ARG:O 2.04 0.58
3:h:81:HIS:O 3:h:85:TYR:N 2.21 0.58
3:3:78:VAL:HG11 3:3:101:PHE:CE2 2.38 0.58
10:C:111:LEU:O 10:C:114:ARG:HB3 2.04 0.58
15:H:66:LYS:HE2 15:H:70:LYS:HE3 1.84 0.58
15:H:164:SER:HB2 15:H:168:ILE:HA 1.84 0.58
17:J:87:LYS:HA 17:J:93:LYS:HA 1.84 0.58
17:J:212:ARG:HH22 | 18:K:330:ARG:HH12 1.50 0.58
20:M:331:ASP:OD1 20:M:332:VAL:N 2.34 0.58
21:N:163:LEU:HD23 21:N:166:ILE:HD12 1.85 0.58
21:N:243:LYS:0O 21:N:247:GLU:N 2.26 0.58
21:N:345:ASP:0D2 21:N:347:SER:OG 2.22 0.58
21:N:421:ASP:HA 21:N:424:L.YS:HE2 1.85 0.58
21:N:619:CYS:SG 21:N:652:VAL:HG22 2.44 0.58
22:0:166:ARG:HH12 22:0:170:SER:HB2 1.69 0.58
22:0:380:LEU:C 22:0:382:LYS:H 2.11 0.58
22:0:384:MET:HE1 28:U:193:GLN:HE22 1.69 0.58
24:Q:57:SER.:C 24:Q:61:LEU:HB3 2.28 0.58
24:Q:267:LEU:HD12 24:Q:270:1ILE:HB 1.86 0.58
25:R:271:ILE:HG23 25:R:272:ASP:H 1.67 0.58
26:S:402:ILE:HG21 26:S5:406:ASP:0OD2 2.04 0.58
26:S:464:ARG:HH12 28:U:278:ILE:HA 1.69 0.58
28:U:281:LEU:C 28:U:285:ILE:HG13 2.28 0.58
29:V:86:VAL:HG12 29:V:90:LYS:HE3 1.85 0.58
33:7:237:VAL:O 33:7:268:ALA:HB2 2.03 0.58
33:7:579:GLU:O 33:7:583:ASP:N 2.36 0.58
14:¢:141:VAL:HA 14:g:146:ALA:HA 1.85 0.58
4:1:65:ARG:HB2 4:1:71: TRP:CZ2 2.38 0.58
4:4:65:ARG:HB2 4:4:71:TRP:CZ2 2.38 0.58
5:5:33:SER:O 7:1:244:ALA:N 2.33 0.58
15:H:95:HIS:CD2 15:H:190:ARG:O 2.57 0.58
15:H:147:.1LE:CD1 15:H:156:VAL:HA 2.33 0.58
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15:H:228:PRO:HB3 15:H:235:PHE:CE2 2.37 0.58
18:K:137:VAL:HB 18:K:146:LEU:HD13 1.84 0.58
21:N:12:LEU:HD23 21:N:15:GLU:OE1 2.02 0.58
22:0:147:ARG:HB2 22:0:178:TYR:CE1 2.38 0.58
22:0:239:MET:O 22:0:242:ILE:N 2.36 0.58
22:0:367:LYS:O 22:0:371:VAL:N 2.30 0.58
23:P:220: TYR:HA 23:P:223:LEU:HD12 1.86 0.58
23:P:431:HIS:CE1 28:U:156:HIS:HB3 2.38 0.58
24:Q:7:LYS:O 24:Q:11:ALA:N 2.26 0.58
24:Q:57:SER:OG 24:Q:58:ILE:N 2.34 0.58
24:Q:285:LYS:HA 24:Q:288:LYS:HB3 1.84 0.58
25:R:335:ARG:HH22 25:R:374:ASN:HB3 1.67 0.58
28:U:21:HIS:CD2 29:V:100:ARG:HH21 2.21 0.58
28:U:56:PHE:CE2 28:U:58:GLU:HB2 2.38 0.58
28:U:77:ASN:HB3 28:U:81:LYS:HZ2 1.68 0.58
33:7:233:LEU:HD11 33:7:253:VAL:HA 1.86 0.58
33:7:889:VAL:HG21 33:72:894:MET:O 2.04 0.58
10:¢:134:SER:OG 10:¢:153:PRO:HD3 2.02 0.58
12:e:71:ASP:N 12:e:74:ILE:O 2.27 0.58
12:e:219:LEU:HB3 12:e:231:TYR:HD2 1.68 0.58
13:£:40:SER:N 13:£:43:HIS:O 2.36 0.58
13:£:50:LYS:N 13:£:210:ASN:O 2.29 0.58
13:f:94:TYR:CZ 13:£:98:VAL:HG21 2.38 0.58
5:5:109:VAL:O 5:5:122:ALA:N 2.36 0.58
6:6:18:SER:HA 6:6:179:VAL:HG12 1.85 0.58
6:6:107:TYR:HA 6:6:114:PRO:HA 1.84 0.58
7:7:125:ALA:O 7:7:129:PHE:N 2.19 0.58
8:A:121:MET:HA 8:A:124:LEU:HD13 1.86 0.58
9:B:49:LYS:N 9:B:208:THR:O 2.36 0.58
12:E:219:LEU:HB3 12:E:231:TYR:HD2 1.68 0.58
15:H:244:LYS:HB3 15:H:346:ARG:HE 1.68 0.58
15:H:292:ARG:NH2 20:M:250: GLN:HG2 2.19 0.58
15:H:368:PRO:HG2 20:M:389:ALA:HB3 1.84 0.58
16:1:176:LEU:HA 16:1:182:SER:O 2.02 0.58
16:1:244:LYS:HB3 16:1:344:ASP:CG 2.28 0.58
17:J:96:VAL:HB 17:J:120: TYR:O 2.03 0.58
18:K:161:MET:HB2 18:K:235:ILE:HG23 1.84 0.58
20:M:164:ASP:0O 20:M:269:LEU:HD11 2.04 0.58
20:M:310:ASN:O 20:M:314:GLY:N 2.37 0.58
21:N:124:TYR:HB2 21:N:162:ARG:HH11 1.68 0.58
22:0:211:GLN:NE2 22:0:241: THR:HA 2.11 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
22:0:384:MET:HG3 28:U:190:LEU:HB2 1.85 0.58
23:P:55:SER:C 23:P:88:GLN:HE22 2.12 0.58
24:Q:264:TYR:HE1 24:QQ:328:ASP:HB3 1.67 0.58
24:Q:402:THR:O 24:Q:403:PRO:C 2.46 0.58
25:R:28:GLU:OE1 25:R:320:LYS:HG3 2.04 0.58
26:5:199:GLU:N 26:S:200:GLU:HA 2.18 0.58
27:T:122:PHE:CZ 27:T:145:PRO:HB2 2.38 0.58
29:V:119:SER:H 29:V:122:ASP:HB2 1.67 0.58
31:X:15:CYS:H 31:X:99:PHE:HA 1.69 0.58
33:72:623:ARG:HG3 33:72:739:ALA:CB 2.34 0.58
11:d:150: THR:HG22 11:d:156: TYR:HB3 1.84 0.58
11:d:163:THR:HG21 11:d:171:VAL:HG13 1.84 0.58
12:e:213:ASP:N 12:¢:216:ASN:OD1 2.26 0.58
7:1:111:GLU:HG2 7:1:117:LEU:HD22 1.84 0.58
7:1:125:ALA:0O 7:1:129:PHE:N 2.19 0.58
2:9:52:GLY:N 2:9:158:GLN:HE21 1.99 0.58
2:9:77:PRO:HA 2:9:83:VAL:HA 1.84 0.58
2:9:117:GLU:HB3 13:F:139:LYS:HB3 1.85 0.58
11:D:212:ILE:HB 11:D:224:LEU:HB2 1.84 0.58
12:E:51:GLU:HG2 12:E:53:ARG:HB2 1.85 0.58
13:F:13:PHE:H 14:G:23:GLN:HE22 1.51 0.58
13:F:110:HIS:HB3 14:G:86:ARG:NH2 2.19 0.58
13:F:157:TYR:CZ 14:G:60:VAL:HG13 2.38 0.58
14:G:126:TYR:O 14:G:129:VAL:HG22 2.03 0.58
15:H:426:ALA:HA 15:H:429:PHE:CD2 2.38 0.58
21:N:601:THR:HG22 | 21:N:605:ILE:HG13 1.85 0.58
22:0:190:TYR:HA 22:0:193:LEU:HB3 1.84 0.58
23:P:334:ASN:O 23:P:337:HIS:N 2.36 0.58
24:Q:10:GLU:O 24:Q:14:LEU:N 2.26 0.58
24:QQ:389:VAL:H 24:Q:397:LEU:HG 1.66 0.58
25:R:141:TYR:HD2 25:R:150:ALA:HB2 1.69 0.58
27:T:66:ALA:HB2 27:T:81:TYR:HB2 1.84 0.58
28:U:165:GLU:HA 28:U:168:GLU:HB3 1.86 0.58
28:U:292:ILE:HA 28:U:295:LYS:HB3 1.85 0.58
32:Y:83:ARG:O 32:Y:87:GLU:HG3 2.02 0.58
33:Z:780:MET:CE 33:7:789:GLN:H 2.16 0.58
8:a:41:ASN:H 8:a:56:GLN:CD 2.10 0.58
9:b:227:ILE:HG22 9:b:230:ASP:H 1.68 0.58
11:d:188:VAL:HG21 11:d:216:LYS:HE2 1.85 0.58
12:e:167:TYR:CE2 13:£:57:SER:HB3 2.39 0.58
13:£:13:PHE:H 14:2:23:GLN:NE2 2.01 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
13:£:227:GLY:O 13:£:230: VAL:HG22 2.03 0.58
14:g:220:SER:O 14:g:226:GLY:N 2.32 0.58
3:h:76:ASP:O 3:h:80: TYR:N 2.19 0.58
4:1:33:VAL:HG22 4:1:188:ILE:HD11 1.86 0.58
4:4:34:GLY:N 4:4:154:LEU:O 2.28 0.58
5:5:11:ILE:HG21 5:5:142:ALA:HB3 1.86 0.58
2:9:116:ALA:O 2:9:119:ALA:N 2.24 0.58
2:9:117:GLU:CD 2:9:117:GLU:H 2.12 0.58
9:B:98:LYS:HG3 9:B:103:GLU:N 2.18 0.58
10:C:16:GLU:N 10:C:16:GLU:OE1 2.36 0.58
10:C:16:GLU:O 11:D:29:ARG:NH1 2.33 0.58
12:E:13:SER:HB2 13:F:126:ARG:HD3 1.84 0.58
12:E:213:ASP:N 12:E:216:ASN:OD1 2.26 0.58
13:F:40:SER:N 13:F:43:HIS:O 2.36 0.58
14:G:9:ASP:HB3 14:G:22:PHE:HD2 1.68 0.58
14:G:150:-MET:H 14:G:160: TYR:HE2 1.52 0.58
15:H:224:VAL:HG22 15:H:243:PRO:HG2 1.85 0.58
17:J:26:LYS:NZ 21:N:156:ILE:HD13 2.19 0.58
18:K:189:GLU:HA 18:K:192:LEU:HD12 1.85 0.58
18:K:283:ASP:HB3 18:K:285:GLN:NE2 2.08 0.58
19:L:85:GLU:HA 19:L:88:TYR:CD2 2.38 0.58
19:L:193:LEU:HB3 19:L:197:ILE:HD12 1.86 0.58
20:M:377:GLN:HA 20:M:380:ALA:HB3 1.85 0.58
21:N:60:MET:HA 21:N:88:ARG:HG3 1.84 0.58
21:N:286:LEU:O 21:N:290:LEU:HG 2.03 0.58
21:N:510:HIS:HB2 21:N:513:ILE:HB 1.85 0.58
22:0:99:LEU:CD1 22:0:132:GLU:HA 2.33 0.58
23:P:80:THR:O 23:P:84:LYS:HG3 2.04 0.58
23:P:366:ASN:OD1 23:P:376:THR:0OG1 2.15 0.58
25:R:90:GLU:HG3 25:R:91:TRP:HD1 1.66 0.58
25:R:347: THR:HA 25:R:388:VAL:O 2.04 0.58
26:S:337:ASN:H 26:S:339:GLN:NE2 2.00 0.58
28:U:38:LEU:O 28:U:49:THR:N 2.37 0.58
28:U:117:ASN:ND2 28:U:139:ALA:O 2.36 0.58
30:W:15:TYR:C 30:W:25:ARG:HD3 2.29 0.58
33:7:346:LEU-HG 33:7:352:LYS:NZ 2.19 0.58
33:7:524:ALA:HB1 33:Z:565:PHE:CD2 2.38 0.58
33:7:584:VAL:HG13 33:7:585:LEU:H 1.68 0.58
33:7:924:LYS:NZ 33:7:926:ASN:HD21 2.02 0.58
9:h:218:ASN:OD1 9:b:236:ARG:NH2 2.37 0.58
10:c:13:PHE:HE2 11:d:128:PRO:HD2 1.68 0.58
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12:¢:97:VAL:O 12:e:101:LEU:N 2.29 0.58
3:h:196:VAL:N 3:h:203:GLU:O 2.34 0.58
4:1:175:LEU:HD22 4:1:179:GLU:HB3 1.85 0.58
6:k:143:LEU:HD22 6:k:147:HIS:HE1 1.68 0.58
1:1:212:GLU:HB3 4:4:58:LYS:HD3 1.86 0.58
3:3:116:ILE:O 3:3:132:ILE:N 2.29 0.58
5:5:11:1ILE:HD12 5:5:146:LEU:HD11 1.85 0.58
6:6:21:VAL:HB 6:6:29:LYS:H 1.69 0.58
8:A:46:ARG:NH2 R:A:167:LYS:HA 2.19 0.58
8:A:158:ASP:0D2 8:A:162:TYR:HB3 2.04 0.58
11:D:81:ASP:CG 11:D:127:ARG:HH22 2.10 0.58
16:1:160:LEU:HD12 16:1:184:VAL:HG13 1.85 0.58
16:1:430:ALA:HA 16:1:433:GLU:HB2 1.85 0.58
17:J:154: THR:O 17:J:158:LYS:N 2.26 0.58
20:M:244:LEU:HB3 20:M:278:ILE:HA 1.85 0.58
20:M:295:LYS:HB3 20:M:302:GLN:OE1 2.04 0.58
20:M:375:ASN:HD21 | 20:M:377:GLN:NE2 1.98 0.58
21:N:310:ASP:HB2 21:N:787:MET:HG2 1.86 0.58
21:N:402:GLY:HA2 21:N:405:LEU:HD12 1.86 0.58
21:N:424:LYS:HA 21:N:427:ILE:HD12 1.86 0.58
21:N:771:PHE:HD2 21:N:773:-MET:SD 2.27 0.58
23:P:91:LEU:HB3 23:P:95: TYR:OH 2.03 0.58
23:P:133:GLU:HB2 23:P:136:ARG:HH21 1.68 0.58
23:P:234:TYR:HB2 23:P:271:SER:HB3 1.86 0.58
23:P:381:SER:HG 24:Q:350:1ILE:HG23 1.60 0.58
23:P:410:GLN:HB3 23:P:414:GLU:CD 2.29 0.58
24:Q:423:VAL:HB 25:R:413:LYS:NZ 2.19 0.58
25:R:37:LYS:H 25:R:42:GLN:CD 2.12 0.58
26:S:385:SER:HA 26:S:38%:ILE:HD12 1.86 0.58
26:S:419:VAL:O 26:S:423:VAL:HG12 2.04 0.58
27:T:90:PHE:HE2 27:T:129:LEU:HD12 1.68 0.58
33:7:253:VAL:HB 33:7:254:PRO:HD3 1.85 0.58
33:7:601:VAL:HG13 33:7:620:LEU:HD11 1.85 0.58
33:7:748:LEU:O 33:7:749:GLY:C 2.46 0.58
33:7:805:LEU:HD22 33:7:840:ARG:NH2 2.19 0.58
33:Z:878:LEU:HA 33:7:881:1LE:HD12 1.85 0.58
9:b:160:LYS:HD2 10:¢:56:LEU:HA 1.85 0.58
9:b:200:VAL:HG21 9:b:204:PHE:HD1 1.68 0.58
13:£:148:GLN:O 13:f:151:GLY:N 2.32 0.58
3:h:20: THR:C 3:h:188:SER:OG 2.45 0.58
5:j:21:VAL:HG13 5:j:119:PRO:HB3 1.86 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
7:1:76: THR:N 7:1:245:TYR:O 2.36 0.58
7:1:137:GLN:O 7:1:141:HIS:N 2.21 0.58
2:2:42: THR:HG21 2:2:58:ASP:0D2 2.03 0.58
2:2:117:GLU:HB3 13:£:139:LYS:HE3 1.86 0.58
3:3:172:ASP:C 3:3:176:HIS:HD1 2.12 0.58
4:4:236:ARG:CZ 5:5:161:GLU:HB2 2.34 0.58
1:8:64:ASP:HA 1:8:70:VAL:HA 1.85 0.58
2:9:152:VAL:HG11 2:9:235:LYS:HA 1.84 0.58
18:K:157:SER:O 18:K:244:HIS:NE2 2.37 0.58
18:K:215:PRO:C 18:K:217:-THR:H 2.10 0.58
18:K:298:GLU:O 18:K:302:GLN:HG3 2.04 0.58
19:L:278:ILE:N 19:L:322:LYS:0O 2.28 0.58
21:N:69:TYR:HE2 21:N:81:TYR:HD2 1.52 0.58
21:N:325:PHE:HD2 29:V:184:ASN:HB2 1.68 0.58
21:N:494:LYS:HE3 21:N:497:ALA:HB2 1.86 0.58
22:0:384:MET:HG2 | 28:U:190:LEU:HD13 1.86 0.58
23:P:198:VAL:HG22 | 23:P:201:ARG:HH21 1.69 0.58
24:Q:390:LEU:HA 24:Q:396:TRP:O 2.03 0.58
25:R:168:ILE:CG2 25:R:206:ARG:HE 2.16 0.58
26:S:355:GLY:HA3 26:S:387:VAL:HB 1.85 0.58
28:U:114:THR:0G1 28:U:118:PRO:HB3 2.03 0.58
28:U:141:GLU:HA 28:U:152:LYS:HA 1.85 0.58
28:U:294:ASN:O 28:U:298:ASN:N 2.26 0.58
29:V:48:GLU:HG2 29:V:111:HIS:CE1 2.39 0.58
29:V:111:HIS:HB3 29:V:114:PHE:HD2 1.68 0.58
30:W:6:THR:N 30:W:48:THR:O 2.37 0.58
33:7:214:HIS:C 33:7:216:GLY:N 2.59 0.58
33:7:784:SER:CA 33:7:788:PRO:CB 2.56 0.58
33:7:821:GLY:HA3 33:7:862:MET:HB2 1.85 0.58
11:d:26:ALA:O 11:d:30:GLY:N 2.34 0.58
13:£:36: VAL:N 13:£:47:VAL:O 2.27 0.58
14:¢:9:ASP:HB3 14:g:22:PHE:HD?2 1.68 0.58
7:7:93:SER:OG 7:7:104:GLN:O 2.20 0.57
10:C:146: TYR:HE1 10:C:216:ILE:HG22 1.67 0.57
11:D:226:SER:O 11:D:230:ASN:N 2.24 0.57
12:E:241:LYS:NZ 12:E:245:GLU:OE2 2.36 0.57
15:H:180:LYS:HE3 15:H:183:1ILE:HD11 1.85 0.57
15:H:318:ARG:HE 15:H:326:ASP:CG 2.12 0.57
16:1:271:PHE:CE2 16:1:273:ARG:HB2 2.39 0.57
17:J:195:LYS:H 17:J:255:SER:HB3 1.69 0.57
17:J:327:ILE:HG21 17:J:355:GLY:HA2 1.86 0.57

Continued on next page...




Page 175

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash
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17:J:380:GLU:O 17:J:384:LEU:HG 2.04 0.57
18:K:153:ASP:0OD2 19:1:126:ARG:NH1 2.37 0.57
18:K:214:PRO:O 18:K:217:THR:OG1 2.22 0.57
19:1:131:VAL:HB 19:L:135:VAL:HG21 1.85 0.57
21:N:69:TYR:O 21:N:73:GLY:N 2.36 0.57
21:N:324:LYS:HB2 21:N:328:PHE:H 1.69 0.57
22:0:43:GLU:CA 22:0:47:LYS:HD3 2.34 0.57
22:0:82:LEU:N 22:0:85:SER:H 2.02 0.57
24:Q:83:GLU:O 24:Q:87:GLN:N 2.34 0.57
24:QQ:141:LEU:HA 24:Q:144:LEU:HD12 1.86 0.57
25:R:67:CYS:HA 25:R:92:ILE:HD11 1.86 0.57
25:R:131:ALA:HA 25:R:134:TRP:HD1 1.67 0.57
25:R:218:CYS:0O 25:R:223:ASN:N 2.37 0.57
25:R:392:ARG:NH1 25:R:392:ARG:HG3 2.18 0.57
28:U:57:GLU:HB3 28:U:67:PHE:HB3 1.86 0.57
28:U:77:ASN:HB3 28:U:81:LYS:NZ 2.18 0.57
30:W:125:LEU:HD11 | 30:W:157:PHE:HB2 1.85 0.57
31:X:10:PHE:HD2 31:X:35:ILE:H 1.52 0.57
31:X:38:ASN:N 31:X:45:PHE:O 2.37 0.57
8:a:182:LEU:O 8:a:186:PHE:N 2.22 0.57
11:d:81:ASP:CG 11:d:127:ARG:HH22 2.10 0.57
11:d:171:VAL:HG23 11:d:198:SER:HB2 1.85 0.57
12:e:201:LEU:HD12 12:e:212:LEU:HD11 1.84 0.57
14:¢:51:GLU:HG3 14:¢:212:PHE:CD2 2.39 0.57
3:h:78:VAL:HG11 3:h:101:PHE:CE2 2.38 0.57
6:k:14:ILE:HG12 6:k:183:ILE:HG12 1.84 0.57
6:k:66:LEU:HG 6:k:70:ARG:HH12 1.68 0.57
6:k:184:VAL:HG22 6:k:189:ILE:HG12 1.86 0.57
5:5:21:VAL:HG13 5:5:119:PRO:HB3 1.86 0.57
7:7:142:GLU:HG2 7:7:147.:GLU:O 2.04 0.57
1:8:30: THR:HA 1:8:159:GLY:HA3 1.86 0.57
9:B:32:VAL:HA 9:B:166:LYS:NZ 2.19 0.57
9:B:218:ASN:OD1 9:B:236:ARG:NH2 2.37 0.57
13:F:232:LYS:HE2 13:F:233:TYR:CE2 2.39 0.57
14:G:205:GLU:HA 14:G:208:LYS:HB3 1.86 0.57
17:J:247:-MET:HG2 17:J:269:GLN:HE22 1.69 0.57
21:N:314:LEU:HD22 21:N:339:MET:SD 2.44 0.57
21:N:387:ALA:HA 21:N:390:LEU:HD12 1.86 0.57
24:Q:14:LEU:HA 24:Q:17:GLU:HB2 1.84 0.57
24:Q:151:TYR:HB3 | 24:Q:184:VAL:HG13 1.86 0.57
25:R:71:LEU:HG 25:R:72:VAL:HG23 1.86 0.57
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26:S:232:MET:0O 26:S:236:LEU:N 2.23 0.57
28:U:132:LEU:HD22 28:U:134:THR:HB 1.86 0.57
29:V:145:GLN:O 29:V:148:LYS:HG2 2.04 0.57
33:72:310:LEU:HA 33:7:313:1ILE:HB 1.85 0.57
33:7:429:ASN:OD1 33:7:430:LEU:N 2.37 0.57
33:7:886:VAL:HG13 33:7:894:MET:HE2 1.86 0.57
8:a:220:LYS:HB2 8:a:238:ALA:HB1 1.84 0.57
10:¢:146: TYR:OH 10:¢:218:LYS:N 2.37 0.57
4:1:203:ASP:0D2 4:1:217:ARG:NH1 2.38 0.57
2:2:56:ALA:HA 2:2:75:LEU:HD11 1.86 0.57
4:4:112:LEU:O 4:4:116:LEU:N 2.24 0.57
5:5:114:SER:HA 5:5:192:LYS:HE2 1.87 0.57
1:8:57:ARG:HH22 4:1:193:TRP:C 2.11 0.57
1:8:89:ASN:ND2 13:F:97.LEU:HD11 2.19 0.57
9:B:186:GLU:HA 9:B:189:ILE:HD12 1.86 0.57
13:F:10: THR:O 14:G:130:ARG:HD3 2.03 0.57
14:G:16:SER:OG 14:G:20:ARG:N 2.37 0.57
14:G:43:ASN:OD1 14:G:44:ASP:N 2.32 0.57
14:G:77:-VAL:O 14:G:137:ILE:N 2.37 0.57
15:H:335:GLU:HA 20:M:249:PRO:HG2 1.87 0.57
15:H:399:GLU:N 15:H:437:VAL:HB 2.19 0.57
15:H:418:GLU:HG2 16:1:368:PRO:HB2 1.85 0.57
18:K:158:ILE:H 18:K:244:HIS:CE1 2.21 0.57
18:K:245:LYS:HZ3 19:L:256:ILE:H 1.51 0.57
20:M:331:ASP:CG 20:M:332:VAL:H 2.12 0.57
21:N:46:1LE:HA 21:N:49:LEU:HD12 1.85 0.57
21:N:503:THR:O 21:N:507:GLU:N 2.28 0.57
22:0:102:LEU:HD21 | 22:0:128:LEU:HD13 1.86 0.57
23:P:247:THR:O 23:P:250:1LE:HB 2.04 0.57
24:Q:182:SER:O 24:QQ:186:HIS:N 2.31 0.57
24:QQ:221:MET:HA 24:Q:224:1LE:HB 1.85 0.57
25:R:286:LEU:C 25:R:288:SER:H 2.11 0.57
26:S:338:MET:H 26:S:342:LEU:H 1.50 0.57
27:T:87:PRO:HA 27:T:90:PHE:O 2.04 0.57
27:T:142:LEU:O 27:T:145:PRO:HD2 2.04 0.57
31:X:113:GLU:OE1 31:X:115:SER:OG 2.16 0.57
33:72:275:GLN:HB3 33:7:278:LEU:HB2 1.77 0.57
33:Z:517:ASP:O 33:7:522: THR:N 2.37 0.57
33:2:793:PHE:CZ 33:7:827:-LEU:HD12 2.39 0.57
33:7:890:SER:OG 33:7:898:HIS:HA 2.04 0.57
9:b:196:LEU:HD12 9:b:199:SER:HB2 1.85 0.57
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10:¢c:111:LEU:O 10:c:114:ARG:HB3 2.04 0.57
10:¢:137:TYR:HE2 10:¢:151:SER:HB3 1.69 0.57
13:£:123:TYR:CB 14::128:SER:HB2 2.34 0.57
1:8:157:ALA:N 1:8:166:MET:SD 2.78 0.57
2:9:42: THR:HG21 2:9:58:ASP:0D2 2.03 0.57
2:9:56:ALA:HA 2:9:75:LEU:HD11 1.86 0.57
2:9:226:ARG:NH1 3:h:213:GLU:OE1 2.36 0.57
11:D:21:GLU:HA 11:D:24:LEU:HD12 1.85 0.57
11:D:135:1ILE:HB 11:D:148: TYR:HB2 1.85 0.57
13:F:76:GLY:HA3 13:F:130:VAL:HA 1.84 0.57
15:H:170:GLU:O 15:H:173:ARG:N 2.37 0.57
16:1:341:ASP:O 16:1:367:ARG:NH1 2.37 0.57
16:1:428:LEU:HD23 16:1:431:LEU:HD12 1.86 0.57
17:J:70:SER:O 18:K:118:TYR:HB3 2.04 0.57
18:K:342:SER:H 18:K:344:ARG:CZ 2.16 0.57
18:K:371:LEU:HB3 18:K:375:ASN:ND2 2.19 0.57
20:M:77:TYR:HA 20:M:150:LYS:HE3 1.86 0.57
21:N:133:LEU:O 21:N:137:PHE:N 2.24 0.57
21:N:242:PHE:HA 21:N:245:LEU:HB3 1.85 0.57
23:P:263:HIS:O 23:P:266:TYR:HB3 2.04 0.57
23:P:392:LYS:H 23:P:400:VAL:HG13 1.69 0.57
24:QQ:38:SER:CB 24:(Q:48:ASP:HB2 2.34 0.57
24:QQ:245:SER:O 24:Q:249:LEU:N 2.27 0.57
24:Q:273:ASN:HB3 24:Q:306:TYR:CZ 2.39 0.57
25:R:286:LEU:O 25:R:288:SER:N 2.36 0.57
25:R:371:PHE:CB 25:R:377:LEU:CD1 2.80 0.57
26:S:23:LYS:HA 26:5:24:LYS:CB 2.34 0.57
30:W:142:ILE:HG23 | 30:W:174:VAL:HG21 1.85 0.57
33:7:135:LEU:HD13 | 33:Z:157:LEU:HD22 1.87 0.57
33:72:475:GLN:O 33:72:478:VAL:HG12 2.03 0.57
33:7:896:LYS:HB3 33:Z:897:HIS:ND1 2.19 0.57
33:72:922:PRO:C 33:7:959:HIS:ND1 2.63 0.57
8:a:73:PHE:O 8:a:81:MET:N 2.26 0.57
8:a:121:MET:HA 8:a:124:LEU:HD13 1.86 0.57
8:a:147:ASP:HB3 8:a:150:LEU:HB2 1.85 0.57
10:¢:16:GLU:N 10:¢:16:GLU:OE1 2.36 0.57
10:¢:50:ARG:N 10:¢:210:ARG:O 2.38 0.57
11:d:135:ILE:HB 11:d:148:TYR:HB2 1.85 0.57
2:9:215:ARG:HG2 2:9:219:TYR:CE2 2.39 0.57
16:1:159:ILE:HD11 16:1:163:VAL:HG23 1.86 0.57
16:1:282:LYS:N 17:J:220: GLN:O 2.36 0.57
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18:K:88:ARG:HD2 29:V:149:GLY:HA3 1.85 0.57
18:K:188:VAL:O 18:K:192:LEU:HG 2.04 0.57
20:M:417:GLU:HA 20:M:420:SER:HB2 1.87 0.57
21:N:86:LYS:HE3 21:N:132:LYS:HE2 1.86 0.57
21:N:276:GLU:O 21:N:280:GLN:N 2.36 0.57
21:N:686:1ILE:HA 21:N:696:LYS:HG2 1.86 0.57
23:P:218:LEU:HA 23:P:221:TYR:HB3 1.86 0.57
24:Q:395:GLY:C 24:Q:396: TRP:HD1 2.11 0.57
25:R:374:ASN:O 25:R:375:LYS:HB2 2.04 0.57
29:V:202:ASP:CG 29:V:203:TYR:H 2.11 0.57
33:7:138:ARG:HH21 33:7Z:158:ALA:HB2 1.69 0.57
33:7:353:VAL:HB 33:72:922:PRO:HG2 1.85 0.57
33:7:864:MET:SD 33:2:877:THR:HG21 2.45 0.57
8:a:79:ILE:HA 8:a:145:SER:HB3 1.86 0.57
9:b:160:LYS:HD3 9:b:179: TRP:CH2 2.40 0.57
14:2:16:SER:OG 14:2:20:ARG:N 2.36 0.57
3:h:85:TYR:CE1 3:h:89:TYR:HD2 2.23 0.57
5:3:4:PRO:HB2 5:3:104:PHE:CG 2.40 0.57
5:3:141: THR:0G1 5:3:178:ASP:OD2 2.22 0.57
7:1:134:LEU:HD22 7:1:158:LEU:HB2 1.87 0.57
7:1:279:GLU:CD 7:1:281:SER:HB3 2.29 0.57
4:4:203:ASP:0D2 4:4:217:ARG:NH1 2.38 0.57
5:5:45:HIS:HB2 5:5:50:PHE:CD1 2.40 0.57
6:6:66:LEU:HG 6:6:70:ARG:HH12 1.68 0.57
1:8:127:HIS:CE1 1:8:143:SER:HB2 2.39 0.57
1:8:130:ILE:HD11 1:8:142: TYR:HD2 1.70 0.57
8:A:68: THR:HG21 14:G:159:GLY:HA3 1.87 0.57
8:A:199:TRP:O 8:A:203:VAL:N 2.26 0.57
12:E:45:GLY:HA2 12:E:153:TYR:CZ 2.40 0.57
14:G:52:LYS:N 14:G:213:GLU:O 2.29 0.57
15:H:183:ILE:HG23 15:H:184:GLU:HA 1.86 0.57
16:1:275:VAL:HG12 16:1:277:SER:N 2.20 0.57
16:1:281:GLN:HG2 17:J:223:ILE:C 2.29 0.57
17:J:37:-LYS:NZ 18:K:62:THR:OG1 2.27 0.57
17:J:225:GLU:HG2 18:K:283:ASP:HA 1.86 0.57
18:K:243:VAL:CG1 19:1:257:GLY:HA2 2.24 0.57
20:M:180:TYR:OH 20:M:235:CYS:SG 2.63 0.57
20:M:248:ALA:O 20:M:252:VAL:HG23 2.04 0.57
21:N:187:ASN:O 21:N:191: THR:N 2.36 0.57
21:N:499:HIS:O 21:N:503:THR:N 2.25 0.57
21:N:629:CYS:HA 21:N:632:LYS:HB2 1.87 0.57
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21:N:773:MET:HG3 21:N:884:PHE:CD1 2.39 0.57
23:P:124:VAL:C 23:P:136:ARG:HB3 2.30 0.57
23:P:168:TYR:HB3 23:P:170:SER:H 1.70 0.57
24:Q:41:ALA:O 24:Q:84:TYR:HB3 2.05 0.57
24:Q:232:TYR:CZ 24:Q:271:MET:HB3 2.40 0.57
24:Q:362:ILE:HA 24:Q:365:1LE:HB 1.86 0.57
25:R:369:GLY:O 25:R:372:1ILE:CD1 2.47 0.57
25:R:400: TYR:OH 26:S:461:PHE:HZ 1.80 0.57
28:U:7:LYS:HB3 28:U:157:LEU:HD23 1.87 0.57
28:U:141:GLU:N 28:U:153: THR:HB 2.20 0.57
33:7:329:ILE:O 33:72:333:GLY:HA2 2.04 0.57
33:7Z:758:LEU:HB2 33:7Z:788:PRO:0O 2.05 0.57
9:b:5:TYR:HH 14:g:127:ASN:CG 2.12 0.57
9:b:20:GLN:O 9:b:24:ALA:N 2.29 0.57
9:b:98:LYS:HG3 9:b:103:GLU:N 2.18 0.57
10:¢:16:GLU:O 11:d:29:ARG:NH1 2.29 0.57
11:d:21:GLU:HA 11:d:24:LEU:HD12 1.85 0.57
12:e:45:GLY:HA2 12:e:153:TYR:CZ 2.40 0.57
12:€:176:SER:O 12:€:180:GLN:N 2.28 0.57
14:¢:35: THR:O 14:¢:79:SER:OG 2.14 0.57
14:g:178:LYS:HB3 14:¢:182:HIS:CE1 2.39 0.57
14:¢:201:TYR:HB3 14:g:247:ILE:HD12 1.85 0.57
3:h:102:LYS:O 3:h:106: TYR:N 2.27 0.57
5:3:11:1LE:HG21 5:3:142:ALA:HB3 1.86 0.57
2:2:117:GLU:CD 2:2:117:GLU:H 2.12 0.57
3:3:88:GLN:HB3 3:3:89:TYR:CE1 2.40 0.57
4:4:33:VAL:HG22 4:4:188:1ILE:HD11 1.86 0.57
5:5:30:GLY:HA2 5:5:36:VAL:HG23 1.84 0.57
7:7:252:LEU:O 7:7:263:HIS:N 2.29 0.57
2:9:46:SER:N 2:9:175:LEU:O 2.38 0.57
8:A:171: THR:HA 8:A:175:GLN:CD 2.30 0.57
8:A:194:1LE:HG22 8:A:196:GLU:H 1.70 0.57
10:C:194:LEU:HD23 | 10:C:197:LEU:HD12 1.87 0.57
15:H:364:ALA:HA 15:H:367:ARG:HG3 1.86 0.57
15:H:454:TYR:CE1 15:H:456:LYS:HB2 2.39 0.57
17:J:186:ILE:HG21 17:J:313:LYS:HG3 1.87 0.57
17:J:253:ILE:HA 17:J:295:ASN:ND2 2.19 0.57
17:J:339:ARG:HE 25:R:238:PHE:CA 2.17 0.57
19:L:111:GLU:HG3 19:L:117:TYR:CE1 2.37 0.57
19:L:251:ILE:C 19:1:252:VAL:CG2 2.72 0.57
19:L:262:ILE:HG22 19:L:266:MET:HE2 1.86 0.57
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19:L:290:ARG:C 20:M:294:GLU:HA 2.30 0.57
19:L:327: THR:HG21 19:1L:330:PRO:HA 1.87 0.57
20:M:81:ASN:HB3 20:M:143:ASN:H 1.68 0.57
20:M:161:SER:OG 20:M:164:ASP:0OD2 2.10 0.57
20:M:186:LEU:HD13 | 20:M:231:LEU:HD11 1.86 0.57
21:N:563:GLY:HA2 21:N:594:VAL:HG12 1.85 0.57
21:N:626:GLY:HA2 21:N:663:ILE:HD11 1.87 0.57
21:N:720:ALA:HA 21:N:723:GLY:HA2 1.86 0.57
21:N:745:LEU:O 21:N:747:HIS:N 2.38 0.57
23:P:395:ARG:NH2 24:Q:365:1LE:HA 2.19 0.57
24:Q:250:THR:O 24:QQ:253:ASN:HB3 2.05 0.57
24:Q:314:PHE:CB 24:Q:339:TYR:CD1 2.88 0.57
25:R:200:LYS:HE2 25:R:202:GLY:N 2.18 0.57
26:5:305:LYS:O 26:5:309:PHE:HB3 2.04 0.57
26:S:337:ASN:O 26:5:339:GLN:HG2 2.03 0.57
26:S:368:LYS:O 26:S:372:LEU:N 2.24 0.57
26:S:394:ILE:C 26:S:396:SER:H 2.10 0.57
27:T:15:PHE:CG 27:T:64:VAL:HG13 2.40 0.57
28:U:84:ASN:OD1 28:U:86:LYS:N 2.29 0.57
30:W:108:GLN:HB2 30:W:137:VAL:HA 1.86 0.57
33:7:753:GLY:CA 33:7:755:GLU:N 2.29 0.57
33:7:762:GLY:CA 33:7:792:VAL:HG21 2.29 0.57
8:a:92:ASN:HA 14:2:118:GLN:OE1 2.04 0.57
8:a:158:ASP:0D2 8:a4:162: TYR:HB3 2.04 0.57
9:b:187:ASP:O 9:b:191:ILE:N 2.27 0.57
10:¢:109:GLU:O 10:¢:113:ARG:N 2.29 0.57
1:1:157:ALA:N 1:1:166:MET:SD 2.77 0.57
4:4:129:VAL:HG13 4:4:140:PHE:HB2 1.85 0.57
5:5:33:SER:HB2 7:1:243:ASP:OD1 2.05 0.57
6:6:155:GLU:HA 6:6:158:LEU:HD12 1.86 0.57
2:9:153:GLN:HB2 2:9:157:ASP:HB2 1.87 0.57
13:F:132:LEU:O 13:F:147:PHE:N 2.36 0.57
13:F:150:SER:O 14:G:83:PRO:HG2 2.04 0.57
14:G:36:THR:HA 14:G:166:GLY:HA3 1.87 0.57
14:G:178:LYS:HB3 14:G:182:HIS:CE1 2.39 0.57
16:1:137:GLU:O 16:1:170:PRO:HB3 2.05 0.57
16:1:289:ARG:HA 16:1:292: ARG:HB2 1.87 0.57
17:J:90:PRO:HG3 18:K:116:MET:HA 1.87 0.57
17:J:274:GLU:HA 17:J:277:ASN:HB2 1.86 0.57
18:K:48:TYR:CD1 21:N:156:ILE:HD11 2.40 0.57
20:M:292:ASP:0OD1 20:M:292:ASP:N 2.33 0.57
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21:N:87:ASP:CG 21:N:88:ARG:H 2.11 0.57
21:N:138:GLU:HA 21:N:141:ILE:HB 1.87 0.57
21:N:885:ILE:HD12 21:N:887:ASP:HB2 1.85 0.57
21:N:900:ASN:OD1 21:N:901:GLY:N 2.36 0.57
22:0:150:LEU:O 22:0:154:GLU:N 2.30 0.57
23:P:59:LEU:HA 23:P:62:1ILE:HD12 1.87 0.57
23:P:417:HIS:HA 23:P:420:ASP:CG 2.30 0.57
24:Q:160:ASP:O 24:Q:164:GLU:N 2.22 0.57
24:Q:247:HIS:HD1 24:Q:289:GLU:HG2 1.70 0.57
25:R:96:GLN:O 25:R:100:ASN:ND2 2.38 0.57
25:R:382:ASP:0OD2 26:5:399: TYR:CD2 2.58 0.57
27:T:34:LEU:HD23 27:T:37:ASN:HD22 1.70 0.57
27:T:265:ASP:HA 27:T:268:ILE:HB 1.86 0.57
28:U:8:VAL:HG12 28:U:9:THR:O 2.04 0.57
28:U:172:GLU:OE2 28:U:176:ARG:NH2 2.38 0.57
28:U:197:LEU:HG 28:U:201:GLN:HB2 1.85 0.57
33:7:205:LEU:HD11 33:7:232:LYS:HE?2 1.87 0.57
33:7:866:VAL:HG12 33:7:877:THR:HB 1.85 0.57
14:g:138:PHE:N 14:2:149:'TYR:O 2.30 0.57
14:g:205:GLU:HA 14:¢:208:LYS:HB3 1.86 0.57
3:h:36:ASP:HB2 3:h:189:GLY:O 2.05 0.57
4:1:141:SER:HB3 4:1:154:LEU:HD13 1.86 0.57
7:1:142:GLU:HG2 7:1:147:GLU:O 2.04 0.57
1:1:76:PHE:CE2 1:1:78:ALA:HB3 2.40 0.57
1:1:127:HIS:CE1 1:1:143:SER:HB2 2.39 0.57
4:4:182:LYS:NZ 4:4:186:ASP:0OD2 2.35 0.57
7:7:270:GLU:O 7:7:274:LYS:N 2.24 0.57
2:9:37:PRO:HB2 2:9:40: THR:HG22 1.87 0.57
8:A:147:ASP:HB3 8:A:150:LEU:HB2 1.85 0.57
9:B:66:LEU:HD12 9:B:235:PHE:CD2 2.40 0.57
10:C:42:ASP:OD1 10:C:186:VAL:HG23 2.05 0.57
16:1:123:LEU:HD12 16:1:126:ILE:HD12 1.87 0.57
16:1:254: THR.:O 16:1:258:LEU:HB2 2.03 0.57
16:1:385:LYS:HG3 16:1:419:ILE:HD11 1.86 0.57
17:J:267:GLU:O 17:J:271:THR:OG1 2.10 0.57
18:K:67:-TYR:CE1 21:N:605:ILE:HG23 2.40 0.57
21:N:419:THR:HA 21:N:422: TYR:HB3 1.86 0.57
22:0:95:SER:HB3 22:0:135:ARG:HH11 1.69 0.57
22:0:380:LEU:HD11 27:T:255:GLN:HG3 1.87 0.57
23:P:103:TYR:HA 23:P:106:SER:HB2 1.87 0.57
25:R:75:GLY:CA 25:R:92:ILE:HD13 2.35 0.57
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25:R:200:LYS:HD3 25:R:203:ASP:N 2.14 0.57
25:R:381:ILE:O 26:S:398: THR:HB 2.04 0.57
26:S:205:ASN:HA 26:S:208:ILE:HB 1.87 0.57
26:S:335:GLN:C 26:S:337:ASN:HD22 2.10 0.57
27:T:249:MET:CA 27:T:252:GLU:OE2 2.44 0.57
28:U:93:TYR:HA 28:U:121:LEU:HB3 1.87 0.57
30:W:78:ASP:CG 30:W:79: THR:H 2.13 0.57
30:W:129:ALA:HA 30:W:132:LEU:HD12 1.86 0.57
33:7:228:GLU:HG3 33:7:259:PRO:HD3 1.87 0.57
33:72:449:ALA:HA 33:7:452:LEU:HD12 1.86 0.57
33:7:582:ASP:0OD1 33:7:615:LEU:HD11 2.05 0.57
9:b:32:VAL:HA 9:b:166:LYS:NZ 2.19 0.57
12:e:161:SER:OG 12:e:163: THR:OG1 2.19 0.57
13:£:9:ASP:HB3 13:£:11:VAL:HG12 1.87 0.57
14:g:77:-VAL:O 14:g:137:ILE:N 2.37 0.57
7:1:176:1LE:N 7:1:188:TYR:O 2.31 0.57
2:2:58:ASP:HA 2:2:228:PHE:CB 2.34 0.57
2:2:253:ASP:HA 3:3:208:TYR:CZ 2.40 0.57
5:5:18:LYS:HD3 5:5:157:ASN:HB3 1.86 0.57
1:8:76:PHE:CE2 1:8:78:ALA:HB3 2.39 0.57
8:A:209:HIS:HA 8:A:212:ASP:HB2 1.87 0.57
13:F:54:ASP:0O 13:F:57:SER:OG 2.15 0.57
14:G:103:TYR:C 14:G:105:THR:H 2.12 0.57
15:H:171:GLY:C 15:H:173:ARG:N 2.60 0.57
15:H:277:SER:HA 16:1:331:ARG:NH1 2.20 0.57
16:1:159:ILE:H 16:1:165:LYS:NZ 2.00 0.57
16:1:199:LYS:CE 17:J:278:GLN:HA 2.29 0.57
18:K:361:SER:O 18:K:402:ILE:HD12 2.04 0.57
19:1.:92:GLU:HA 19:L:95:1LE:HD12 1.87 0.57
19:L:181:ASP:OD1 19:L:182:GLY:N 2.37 0.57
21:N:536:ILE:HA 21:N:539:MET:HE3 1.87 0.57
22:0:64:ASN:C 22:0:66:VAL:H 2.10 0.57
23:P:311:TRP:O 23:P:315:GLN:HG2 2.05 0.57
23:P:435:LYS:O 23:P:439:MET:N 2.21 0.57
24:Q:396: TRP:N 24:Q:396: TRP:CD1 2.73 0.57
25:R:155:GLY:O 25:R:159:SER:N 2.32 0.57
25:R:256: THR:O 25:R:260: THR:N 2.38 0.57
25:R:382:ASP:CA 26:S:402:ILE:CD1 2.81 0.57
25:R:411:LEU:HA 25:R:414:LEU:HB2 1.87 0.57
30:W:66:THR:O 30:W:67:ALA:HB2 2.05 0.57
33:7:285:ALA:HA 33:7:293:MET:CB 2.35 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
33:7:435:GLN:HA 33:7:438:LYS:HD2 1.86 0.57
12:e:46:VAL:HB 12:e:222:ILE:HG22 1.87 0.57
13:£:179:PHE:HA 13:£:182:ILE:HD12 1.87 0.57
4:1:121:GLY:HA3 4:1:145:HIS:ND1 2.20 0.57
2:2:204:GLN:OE1 2:2:204:GLN:N 2.29 0.56
5:5:141:THR:OG1 5:5:178:ASP:0D2 2.22 0.56
6:6:149:ARG:N 6:6:152:MET:SD 2.78 0.56
1:8:33:GLY:N 1:8:156:ARG:O 2.37 0.56
8:A:130:GLN:NE2 9:B:128:ARG:O 2.38 0.56
9:B:160:LYS:HD3 9:B:179: TRP:CH2 2.40 0.56
15:H:190:ARG:CB 15:H:191:ILE:HA 2.24 0.56
15:H:376:GLU:HG2 15:H:377.:PHE:C 2.30 0.56
17:J:174:PHE:HD?2 17:J:181:GLN:HB2 1.70 0.56
17:J:188: TYR:HB3 17:J:315:GLU:HB3 1.87 0.56
18:K:96:ILE:HG12 19:L:128:ILE:HG13 1.87 0.56
20:M:263:VAL:O 20:M:267:PHE:N 2.32 0.56
21:N:34:GLN:HB2 26:S:212:SER:HB2 1.86 0.56
22:0:127:LEU:HD11 22:0:166:ARG:HG3 1.86 0.56
22:0:179:PHE:HB2 22:0:188:PHE:HD1 1.69 0.56
22:0:233:LEU:O 22:0:236:HIS:N 2.38 0.56
22:0:287:LEU:C 22:0:291:1LE:HG12 2.30 0.56
22:0:310:PHE:HA 22:0:348:VAL:HG23 1.86 0.56
22:0:373: TRP:O 22:0:377:VAL:N 2.25 0.56
23:P:133:GLU:HG2 23:P:167:THR:HB 1.86 0.56
24:Q:295:GLY:0O 24:Q:299:MET:HG2 2.05 0.56
24:Q:389:VAL:CA 25:R:345:TYR:CB 2.83 0.56
26:S:185:PHE:O 26:S:188:TYR:N 2.37 0.56
26:S:345:TYR:HA 26:S:348:LEU:HD12 1.87 0.56
27:T:106:ILE:HA 27:T:109:TYR:HB3 1.87 0.56
29:V:117:TRP:CZ3 29:V:119:SER:HA 2.39 0.56
33:7Z:119:LEU:O 33:7:123:ALA:N 2.38 0.56
33:7:352:LYS:HE2 33:7:466:GLU:O 2.04 0.56
33:7:364:ASN:HD22 33:72:954:PRO:CG 2.17 0.56
33:7:486:SER:O 33:7:490:1LE:N 2.29 0.56
33:7:494:GLY:C 33:7:532:HIS:HD2 2.12 0.56
33:7:584:VAL:O 33:7:588:1LE:HG13 2.06 0.56
33:7:602:LEU:HD11 33:7:882:LEU:CD2 2.35 0.56
33:7:966:GLU:O 33:7:978:GLU:HA 2.04 0.56
10:¢:117:ASP:O 10:¢:121:GLY:N 2.37 0.56
10:¢:194:LEU:HD23 10:¢:197:LEU:HD12 1.87 0.56
12:e:203:ILE:O 12:€:206: GLN:HB3 2.05 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
13:£:150:SER:O 14:2:83:PRO:HG2 2.04 0.56
14:¢:52:LYS:HB2 14:g:213:GLU:HB3 1.87 0.56
14:g:103:TYR:C 14:2:105: THR:H 2.12 0.56
3:h:88:GLN:HB3 3:h:89:TYR:CE1 2.40 0.56
2:2:144: TRP:O 2:2:145:ASN:ND2 2.38 0.56
4:4:121:GLY:HA3 4:4:145:HIS:ND1 2.20 0.56
5:5:4:PRO:HB2 5:5:104:PHE:CG 2.40 0.56
9:B:176:GLU:HG2 10:C:56:LEU:HD13 1.87 0.56
9:B:180:ASN:OD1 9:B:183:LEU:N 2.38 0.56
9:B:196:LEU:HD12 9:B:199:SER:HB2 1.85 0.56
10:C:50:ARG:N 10:C:210:ARG:O 2.38 0.56
10:C:146: TYR:OH 10:C:218:LYS:N 2.37 0.56
12:E:46:VAL:HB 12:E:222:1LE:HG22 1.87 0.56
15:H:331:ARG:HH21 20:M:248:ALA:N 2.04 0.56
17:J:339:ARG:HG3 25:R:237:THR:O 2.05 0.56
19:1.:284:ASP:H 20:M:303:ARG:NH2 2.02 0.56
20:M:298:ASP:HB3 20:M:301:VAL:HG22 1.86 0.56
21:N:518:ALA:O 21:N:522:ALA:N 2.31 0.56
21:N:702:ALA:HA 21:N:705:ILE:HD12 1.86 0.56
21:N:760:GLY:HA3 21:N:769:PRO:O 2.05 0.56
22:0:173:SER:O 22:0:177:GLN:HG3 2.06 0.56
22:0:283:HIS:HA 22:0:286:PHE:CD2 2.40 0.56
22:0:357:ILE:C 22:0:358:1ILE:HG22 2.30 0.56
22:0:385:GLU:H 28:U:190:LEU:HB2 1.70 0.56
24:Q:74:LEU:O 24:Q:78:ILE:HG13 2.05 0.56
24:Q:314:PHE:CZ 24:Q:318:LEU:HD13 2.40 0.56
25:R:335:ARG:NH2 | 25:R:374:ASN:HD22 1.99 0.56
26:S:342:LEU:HD12 26:S:345: TYR:HB2 1.87 0.56
27:T:211:PHE:HB3 27:T:216:GLU:OE1 2.05 0.56
29:V:260:GLU:HA 29:V:263:GLU:OE1 2.05 0.56
33:72:147:GLU:O 33:72:213:LYS:NZ 2.36 0.56
33:7:959:HIS:CD2 33:7:959:HIS:N 2.73 0.56
9:b:160:LYS:N 10:¢:56:LEU:O 2.22 0.56
10:¢:117:ASP:HA 10:¢:120:GLN:HB3 1.87 0.56
10:¢:143:ARG:HH12 6:k:73:TYR:HB2 1.70 0.56
13:f:132:LEU:O 13:£:147:PHE:N 2.36 0.56
14:¢:54:1LE:H 14:¢:212:PHE:HA 1.70 0.56
1:1:57:ARG:HH21 4:4:194:ASN:ND2 2.04 0.56
4:4:75:ALA:O 4:4:126:TYR:N 2.38 0.56
1:8:170:ASP:0OD2 5:3:177:ARG:NH2 2.36 0.56
2:9:58:ASP:HA 2:9:228.:PHE:CB 2.34 0.56
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2:9:89:ASP:0OD1 2:9:91:SER:N 2.38 0.56
2:9:144:TRP:O 2:9:145:ASN:ND2 2.38 0.56
8:A:41:ASN:OD1 8:A:174:LYS:N 2.38 0.56
9:B:57:-MET:HB3 9:B:59:GLU:OE2 2.05 0.56
11:D:26:ALA:O 11:D:30:GLY:N 2.34 0.56
11:D:121:THR:OG1 11:D:122:GLN:N 2.39 0.56
15:H:98:GLN:HE21 15:H:193:PRO:CB 2.18 0.56
16:1:159:ILE:HG13 16:1:185:GLY:HA2 1.88 0.56
16:1:217:GLN:NE2 16:1:376:LEU:H 2.03 0.56
16:1:271:PHE:HA 16:1:305:ILE:HB 1.86 0.56
16:1:278:GLU:OE2 17:J:274:GLU:HB3 2.06 0.56
16:1:389:LEU:HD21 16:1:411:LYS:NZ 2.21 0.56
17:J:77:LYS:HG2 17:J:85:LEU:HD22 1.88 0.56
17:J:164:1ILE:HG23 17:J:289:LYS:HD2 1.87 0.56
17:J:245:ILE:HB 17:J:290:ILE:HG12 1.88 0.56
18:K:74:HIS:HA 21:N:576:VAL:HG13 1.86 0.56
18:K:212: TYR:N 18:K:338:ILE:O 2.37 0.56
19:L:225:GLY:C 19:L:227:GLY:N 2.62 0.56
19:1:235:VAL:O 19:L:238: THR:HG22 2.05 0.56
19:L:306:MET:HA 19:L:309:LEU:HB3 1.87 0.56
19:1:306:MET:HG2 19:1:310: THR:HG23 1.86 0.56
21:N:211:PHE:HA 21:N:225:LEU:HD22 1.87 0.56
21:N:586:ALA:HA 21:N:589:ILE:HD12 1.87 0.56
21:N:899:ASN:HB2 21:N:902:VAL:HG22 1.87 0.56
22:0:12:SER:O 22:0:43:GLU:CB 2.52 0.56
22:0:233:LEU:HA 22:0:236:HIS:HD2 1.70 0.56
22:0:267:ASP:O 22:0:270:ILE:HG12 2.06 0.56
22:0:340:SER:H 22:0:349: THR:HB 1.70 0.56
22:0:357:ILE:CG2 22:0:358:1LE:H 2.00 0.56
23:P:353:ILE:HG12 23:P:357:TYR:HE2 1.70 0.56
24:Q:70:ALA:HB1 24:Q:73:LYS:HD2 1.88 0.56
24:Q:136:SER:O 24:Q:140:LYS:NZ 2.36 0.56
24:Q:314:PHE:CE1 24:Q:335:PHE:CZ 2.79 0.56
24:QQ:383:ASP:HA 24:QQ:384:LYS:CB 2.29 0.56
25:R:48:GLU:HB2 25:R:91: TRP:HZ3 1.70 0.56
25:R:147:LYS:NZ 25:R:186:TYR:CZ 2.55 0.56
25:R:190:LYS:O 25:R:194:VAL:N 2.24 0.56
25:R:222:ARG:NH2 32:Y:60:TRP:O 2.39 0.56
25:R:372:ILE:HG12 25:R:381:ILE:HG21 1.87 0.56
26:S:31:VAL:O 26:5:35:LEU:N 2.34 0.56
26:S:152:LEU:HD13 26:S:187:ILE:HG12 1.87 0.56
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26:S:210:LEU:O 26:S:214:MET:N 2.23 0.56
26:5:349: THR:O 26:5:353:LYS:N 2.29 0.56
26:S:458:GLN:HA 26:S:461:PHE:CD2 2.40 0.56
27:T:258:ASN:O 27:T:262:LYS:N 2.22 0.56
28:U:196:SER:O 28:U:200:LEU:HD12 2.05 0.56
28:U:283:ARG:HH11 29:V:285:ASP:HA 1.70 0.56
29:V:126:GLN:O 29:V:130:GLU:N 2.25 0.56
29:V:186:GLN:HB3 29:V:190:HIS:CD2 2.39 0.56
30:W:17:ARG:HE 30:W:82:GLU:HG2 1.69 0.56
30:W:125:LEU:O 30:W:128:LEU:HB2 2.06 0.56
33:7Z:106:TRP:O 33:7Z:112:LYS:NZ 2.31 0.56
33:7:156:HIS:O 33:7:160:GLU:HG2 2.05 0.56
33:72:170:GLU:HG3 33:7:226:GLU:HG2 1.86 0.56
33:7:916:LEU:O 33:7:983:LEU:N 2.35 0.56
8:a:199: TRP:HA 8:a:202:VAL:HB 1.88 0.56
8:a:209:HIS:HA 8:a:212:ASP:HB2 1.87 0.56
9:b:66:LEU:HD12 9:b:235:PHE:CD2 2.40 0.56
9:b:71:ILE:HG12 9:b:138:GLY:HA3 1.86 0.56
9:b:180:ASN:OD1 9:b:183:LEU:N 2.38 0.56
13:£:232:LYS:HE2 13:£:233: TYR:CE2 2.39 0.56
3:h:47:ASN:OD1 3:h:49:VAL:HG22 2.05 0.56
5:j:45:HIS:HB2 5:j:50:PHE:CD1 2.40 0.56
5:j:109:VAL:O 5:3:122:ALA:N 2.36 0.56
5:3:193:ASP:OD1 5:3:194:GLU:N 2.38 0.56
6:k:155:GLU:HA 6:k:158:LEU:HD12 1.87 0.56
6:k:179:VAL:H 6:k:196:GLN:HE21 1.54 0.56
1:1:225:ILE:N 1:1:232:ARG:O 2.34 0.56
2:2:46:SER:N 2:2:175:LEU:O 2.38 0.56
3:3:36:ASP:HB2 3:3:189:GLY:O 2.05 0.56
3:3:81:HIS:O 3:3:85:TYR:N 2.21 0.56
6:6:179:VAL:H 6:6:196:GLN:HE21 1.54 0.56
1:8:110:ARG:HG3 12:E:102: TYR:O 2.06 0.56
8:A:22:GLU:N 8:A:22:GLU:OE1 2.38 0.56
9:B:38:LYS:HG3 9:B:43:VAL:HG22 1.87 0.56
10:C:137:-TYR:HE2 10:C:151:SER:HB3 1.69 0.56
12:E:176:SER:O 12:E:180:GLN:N 2.28 0.56
13:F:9:ASP:HB3 13:F:11:VAL:HG12 1.87 0.56
13:F:13:PHE:CZ 14:G:130:ARG:NH1 2.73 0.56
13:F:77:LEU:HD12 13:F:129:GLY:HA3 1.87 0.56
14:G:178:LYS:O 14:G:182:HIS:N 2.30 0.56
18:K:158:ILE:HG12 18:K:253:MET:HB2 1.87 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
18:K:344:ARG:HG3 18:K:378:LEU:H 1.71 0.56
20:M:224:PRO:HA 20:M:228:LYS:HD3 1.88 0.56
20:M:312:LEU:CB 20:M:342:ARG:HG2 2.35 0.56
21:N:324:LYS:HE2 21:N:693:GLY:H 1.69 0.56
21:N:344: THR:HG23 21:N:375:HIS:CE1 2.40 0.56
21:N:535:LEU:HG 21:N:539:MET:HE2 1.88 0.56
22:0:29:PHE:O 22:0:33:TYR:N 2.26 0.56
22:0:48:PHE:O 22:0:81:TYR:OH 2.24 0.56
22:0:155:LYS:HA 22:0:158:ASP:0D2 2.06 0.56
22:0:333:SER:OG 23:P:305:THR:HA 2.05 0.56
23:P:181:LEU:O 23:P:185:GLU:N 2.33 0.56
23:P:292:LYS:CG 23:P:295:SER:H 2.19 0.56
23:P:432:LEU:O 23:P:436:GLU:HG3 2.06 0.56
25:R:350:LEU:HB3 25:R:386:GLY:C 2.30 0.56
29:V:257:GLU:HG2 | 29:V:283: THR:HG22 1.88 0.56
30:W:18:ASN:C 30:W:18:ASN:HD22 2.12 0.56
31:X:38:ASN:OD1 31:X:39:GLU:N 2.38 0.56
33:7:106:TRP:HZ3 33:7:198:GLU:HB2 1.68 0.56
33:72:269:TYR:CB 33:7:272:TYR:HE2 2.17 0.56
33:2:761:PHE:CD2 33:7:783:VAL:HG11 2.41 0.56
33:7:868:ASN:HB3 33:7:909:ARG:HH12 1.70 0.56
8:a:72:ILE:HD12 8:a:224:GLU:HG2 1.87 0.56
R:a:171: THR:HA 8:a4:175:GLN:CD 2.30 0.56
10:¢:99:LEU:O 10:¢:103:ASN:N 2.33 0.56
14:g:150:MET:H 14:¢:160: TYR:HE2 1.52 0.56
5:3:18:LYS:HD3 5:j:157:ASN:HB3 1.86 0.56
2:2:89:ASP:0OD1 2:2:91:SER:N 2.38 0.56
2:2:133:MET:HE3 2:2:165:LEU:HA 1.87 0.56
3:3:47:ASN:OD1 3:3:49:VAL:HG22 2.05 0.56
6:6:171:ARG:NE 7:1:216:ASP:0OD2 2.26 0.56
7:7:176:1LE:N 7:7:188:TYR:O 2.31 0.56
1:8:168:PHE:CZ 1:8:172:GLN:HG3 2.41 0.56
8:A:182:LEU:O 8:A:186:PHE:N 2.22 0.56
9:B:71:ILE:HG12 9:B:138:GLY:HA3 1.86 0.56
13:F:46:LEU:HB2 13:F:214:ALA:HB3 1.88 0.56
14:G:51:GLU:HG3 14:G:212:PHE:CD2 2.39 0.56
15:H:167:ASP:HB3 15:H:174:VAL:HG11 1.86 0.56
16:1:135: THR:HB 16:1:148: THR:HB 1.87 0.56
16:1:177:HIS:O 16:1:181:MET:HA 2.05 0.56
16:1:198:MET:SD 16:1:272:LEU:HD22 2.46 0.56
17:J:48:ARG:O 17:J:52:ASN:N 2.29 0.56
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19:1:290:ARG:N 20:M:293:SER:O 2.38 0.56
20:M:305:-MET:O 20:M:309:LEU:HG 2.06 0.56
21:N:90:ASP:HB3 21:N:93:GLU:HG3 1.86 0.56
21:N:484:GLY:HA2 21:N:487:LEU:HD12 1.86 0.56
21:N:562: THR:OG1 21:N:597:ARG:NH1 2.39 0.56
21:N:775:CYS:0O 21:N:866: TYR:HB2 2.05 0.56
22:0:99:LEU:CD1 22:0:132:GLU:HB3 2.36 0.56
22:0:242:1LE:O 22:0:244:ASN:HB2 2.05 0.56
23:P:276:LEU:C 23:P:280:LEU:HG 2.30 0.56
24:QQ:190:ASN:CB 24:Q:193:LYS:HD2 2.35 0.56
25:R:200:LYS:HD?2 25:R:202:GLY:H 1.69 0.56
26:S:266:SER:O 26:S:270:ALA:N 2.29 0.56
27:T:34:LEU:HB2 27:T:40:LEU:HB2 1.88 0.56
28:U:6:GLU:HB3 28:U:46:1LE:HG13 1.86 0.56
28:U:27:-THR:HG23 28:U:31:LYS:HB2 1.88 0.56
28:U:290:ASP:0O 28:U:293:GLU:HB3 2.06 0.56
33:Z:298:PHE:CE1 33:7:307:HIS:HE1 2.23 0.56
33:7:298:PHE:C 33:7:338:HIS:HD1 2.07 0.56
33:7:782:1LE:HA 33:7:785:VAL:HG22 1.87 0.56
8:a:22:GLU:N 8:a:22:GLU:OFE1 2.38 0.56
8:a:167:LYS:N 9:b:55:LEU:O 2.38 0.56
9:b:38:LYS:HG3 9:b:43:VAL:HG22 1.87 0.56
10:¢:9:ARG:O 10:c:12:ILE:HG12 2.06 0.56
12:e:59:LEU:HD21 12:e:64:ILE:HD11 1.87 0.56
12:e:72:ARG:O 12:€:228:PHE:N 2.37 0.56
12:€:214:GLU:HB2 12:¢:233:ASN:HA 1.88 0.56
4:1:49:SER:HB3 4:1:57:ASP:HB3 1.87 0.56
4:1:75:ALA:O 4:1:126:TYR:N 2.38 0.56
4:1:182:LYS:NZ 4:1:186:ASP:0D2 2.35 0.56
6:k:21:VAL:HB 6:k:29:LYS:H 1.69 0.56
1:1:130:ILE:HD11 1:1:142:TYR:HD2 1.70 0.56
3:3:39: THR:O 3:3:46:ALA:N 2.39 0.56
3:3:89:TYR:HE2 14:G:115:ARG:NH2 2.03 0.56
5:5:135:ASP:0OD1 5:5:136:PHE:N 2.29 0.56
5:5:193:ASP:0OD1 5:5:194:GLU:N 2.38 0.56
1:8:47:ARG:NH1 1:8:215:ILE:O 2.39 0.56
2:9:133:MET:HE3 2:9:165:LEU:HA 1.87 0.56
8:A:79:ILE:HA 8:A:145:SER:HB3 1.86 0.56
8:A:115:ASP:0OD1 8:A:116:VAL:N 2.39 0.56
9:B:183:ALA:HA 9:B:191:ILE:HD12 1.88 0.56
15:H:49:LEU:HA 16:1:115:LYS:HG2 1.88 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
15:H:60:GLU:HB3 15:H:64:LYS:HE3 1.87 0.56
15:H:247:LEU:HD21 15:H:358:PRO:HB3 1.87 0.56
16:1:281:GLN:CB 17:J:223:ILE:HG12 2.35 0.56
17:J:26:LYS:HE2 21:N:106:ILE:HD13 1.87 0.56
17:J:154: THR:HG22 17:J:158:LYS:HG3 1.86 0.56
17:J:339:ARG:HB2 25:R:236:ALA:O 2.06 0.56
18:K:216:GLY:N 18:K:220: THR:0G1 2.38 0.56
18:K:280:LYS:HA 18:K:292:VAL:HG23 1.87 0.56
19:L:74:LEU:HD13 20:M:15:ASP:OD1 2.06 0.56
19:1:303:ARG:O 19:L:307:GLU:N 2.33 0.56
22:0:371:VAL:HA 22:0:374:ASN:HB3 1.85 0.56
23:P:234:TYR:HA 23:P:237:VAL:HB 1.86 0.56
24:Q:382:LEU:CD1 | 24:Q:402: THR:HG21 2.32 0.56
24:QQ:430:ALA:O 28:U:300:LYS:NZ 2.37 0.56
25:R:384:VAL:H 26:S:402:1ILE:HG21 1.71 0.56
26:S:159:ASN:O 26:S:163: VAL:N 2.25 0.56
26:S:344:PRO:O 26:S:348:LEU:N 2.25 0.56
29:V:84:ASP:HB3 29:V:87:PHE:CD2 2.41 0.56
33:7:141:SER:HB2 33:7:144:SER:HB3 1.87 0.56
33:72:272: TYR:HB2 33:7:276:ASN:HA 1.88 0.56
33:7:358:TYR:CZ 33:7:913:1ILE:O 2.59 0.56
33:7:584:VAL:CG1 33:7:585:LEU:N 2.68 0.56
33:7:820:ALA:HA 33:7Z:854:LEU:O 2.06 0.56
12:e:110:GLU:O 12:e:114:GLN:N 2.32 0.56
3:h:39:THR:O 3:h:46:ALA:N 2.39 0.56
3:h:78:VAL:HG22 3:h:100:VAL:HG12 1.87 0.56
1:1:168:PHE:CZ 1:1:172:GLN:HG3 2.41 0.56
2:2:48:LYS:HB3 2:2:53:VAL:HG12 1.88 0.56
2:2:153:GLN:HB2 2:2:157:ASP:HB2 1.87 0.56
2:2:161:ARG:HG3 2:2:171:SER:HB2 1.88 0.56
3:3:166:SER:OG 3:3:169:GLU:N 2.27 0.56
4:4:49:SER:HB3 4:4:57:ASP:HB3 1.87 0.56
5:5:105:VAL:C 5:5:107:PRO:HD3 2.31 0.56
6:6:35:THR:OG1 6:6:44:MET:O 2.16 0.56
6:6:46:PHE:HD1 6:6:53: THR:HG1 1.54 0.56
7:7:255:VAL:HA 7:7:260: TRP:HA 1.88 0.56
1:8:240:ARG:HB2 4:1:193: TRP:HZ3 1.70 0.56
12:E:214:GLU:HB2 12:E:233:ASN:HA 1.88 0.56
13:F:179:PHE:HA 13:F:182:ILE:HD12 1.87 0.56
15:H:96:PRO:HD3 16:1:138:GLU:HG3 1.71 0.56
15:H:96:PRO:N 16:1:138:GLU:HG3 2.19 0.56
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15:H:331:ARG:HH21 20:M:248:ALA:H 1.54 0.56
15:H:341:ASP:0OD2 15:H:367:ARG:NH2 2.38 0.56
16:1:255:GLY:HA3 16:1:377:PHE:CG 2.40 0.56
17:J:252:SER:H 17:J:294: THR:CB 2.18 0.56
18:K:206:PRO:HB3 18:K:335:ASP:HB2 1.87 0.56
18:K:216:GLY:HA3 19:L:313:ASP:CG 2.30 0.56
20:M:235:CYS:HA 20:M:238:GLN:HB3 1.87 0.56
21:N:226:ASN:ND2 21:N:260:ASP:O 2.39 0.56
21:N:732:GLY:HA2 21:N:748:PHE:HB3 1.87 0.56
22:0:99:LEU:CA 22:0:132:GLU:OE1 2.54 0.56
23:P:396:PRO:HD3 24:Q:357:VAL:HA 1.88 0.56
24:Q:401:GLU:CB 25:R:392:ARG:CZ 2.82 0.56
24:Q:418:GLN:HG3 29:V:262: THR:CG2 2.35 0.56
25:R:65:TYR:CD1 25:R:68:GLU:HB2 2.41 0.56
25:R:72:VAL:HA 25:R:76:GLN:HE21 1.70 0.56
26:5:319:CYS:O 26:S:322:LEU:HB2 2.05 0.56
28:U:70:HIS:CE1 28:U:73:1LE:HB 2.41 0.56
30:W:87:MET:O 30:W:91:.LEU:N 2.20 0.56
30:W:148:GLU:HB2 30:W:150:ASN:ND2 2.20 0.56
12:€:165: TYR:CE2 13:£:60:GLN:HB2 2.41 0.56
5:j:105:VAL:C 5:j:107:PRO:HD3 2.31 0.56
6:6:82:SER:HB3 10:C:103:ASN:HD22 1.70 0.56
10:C:9:ARG:O 10:C:12:1LE:HG12 2.06 0.56
12:E:78:MET:HA 12:E:142:LEU:HD23 1.88 0.56
12:E:97:VAL:O 12:E:101:LEU:N 2.29 0.56
15:H:168:ILE:N 15:H:174:VAL:HG11 2.20 0.56
16:1:228:PRO:CG 16:1:242:PRO:HB3 2.36 0.56
17:J:303:ALA:HA 17:J:306:ARG:HG3 1.88 0.56
18:K:84:GLU:O 18:K:87:LYS:HB3 2.05 0.56
20:M:371:ASP:N 20:M:409:SER:HB2 2.21 0.56
21:N:287:LEU:HA 21:N:290:LEU:HD12 1.88 0.56
21:N:360:GLN:HE22 | 29:V:164:LEU:HD12 1.70 0.56
21:N:773:-MET:H 21:N:869:ASP:HB2 1.69 0.56
22:0:68:LYS:HD2 22:0:72:LYS:HD3 1.88 0.56
22:0:369:ARG:CZ 22:0:373:TRP:HE1 2.18 0.56
24:Q:164:GLU:O 24:Q:169:ASP:N 2.39 0.56
24:Q:411:SER:CB 29:V:258:GLU:HG3 2.35 0.56
24:Q:413:LEU:O 24:Q:417:GLY:N 2.35 0.56
25:R:225:LYS:NZ 25:R:261:LEU:HA 2.21 0.56
25:R:381:ILE:HG22 26:5:398: THR:CB 2.36 0.56
26:S:18:LEU:O 26:S:21:SER:OG 2.22 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
26:S:389:LYS:O 26:S:392:ILE:HB 2.06 0.56
28:U:283:ARG:NH1 29:V:287:-THR:0G1 2.36 0.56
30:W:162:ASN:HA 30:W:168: THR:OG1 2.06 0.56
31:X:17:'TYR:CE1 31:X:66:LEU:HD22 2.40 0.56
32:Y:85:LYS:O 32:Y:89:GLN:N 2.38 0.56
33:2:137:TYR:O 33:7:141:SER:N 2.39 0.56
33:7:214:HIS:O 33:7:216:GLY:N 2.39 0.56
33:7:840:ARG:HG3 33:7:841:GLU:HG2 1.88 0.56
33:7:959:HIS:CD2 33:7:959:HIS:H 2.24 0.56
33:72:964:GLU:HG2 33:72:965:LEU:HG 1.88 0.56
8:a:194:ILE:HG22 8:a4:196:GLU:H 1.70 0.56
4:1:153:TYR:HD2 4::167:LEU:HD13 1.71 0.56
1:1:207:PHE:HA 1:1:210:ALA:HB3 1.88 0.56
4:4:141:SER:HB3 4:4:154:LEU:HD13 1.87 0.56
7:7:279:GLU:CD 7:7:281:SER:HB3 2.29 0.56
2:9:51:ASN:O 2:9:235:LYS:HG2 2.06 0.56
2:9:90:ILE:O 2:9:94:GLN:N 2.29 0.56
2:9:117:GLU:HB3 13:F:139:LYS:HE3 1.88 0.56
2:9:161:ARG:HG3 2:9:171:SER:HB2 1.88 0.56
8:A:7T1:TYR:H 8:A:224:GLU:CD 2.14 0.56
8:A:72:ILE:HD12 8:A:224:GLU:HG2 1.87 0.56
11:D:149:GLN:O 11:D:156: TYR:HA 2.05 0.56
12:E:71:ASP:N 12:E:74:1ILE:O 2.27 0.56
15:H:278:GLU:C 15:H:281:GLN:HE21 2.12 0.56
16:1:248:LEU:HD12 16:1:354:ALA:HB2 1.87 0.56
17:J:97:ASP:0OD1 17:J:98:VAL:N 2.36 0.56
19:L:278:ILE:HB 19:1:323:ILE:HG12 1.88 0.56
20:M:242: THR:N 20:M:276: THR:HA 2.21 0.56
22:0:189:TYR:OH 22:0:232:GLU:OE1 2.14 0.56
22:0:322:ASP:0O 22:0:325:GLU:HB2 2.06 0.56
24:Q:70:ALA:O 24:Q:73:LYS:HB2 2.05 0.56
24:Q:82:THR:HG23 24:Q:93: THR:HG21 1.87 0.56
24:Q:116:PHE:O 24:Q:120:LYS:HG3 2.05 0.56
25:R:34:THR:HA 25:R:70: TYR:CD1 2.41 0.56
25:R:199:GLU:N 25:R:199:GLU:OE2 2.38 0.56
28:U:141:GLU:N 28:U:153: THR:N 2.47 0.56
29:V:54:LEU:O 29:V:66:VAL:N 2.39 0.56
30:W:5:ALA:O 30:W:109:ARG:N 2.37 0.56
33:7:897:HIS:CD2 33:7:899:GLN:HG2 2.36 0.56
8:a:41:ASN:OD1 8:a:174:LYS:N 2.38 0.56
8:a:71:TYR:N 8:a:224:GLU:OE2 2.39 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
8:a:115:ASP:CG 4:1:101:ARG:HH22 2.14 0.56
11:d:48:ARG:N 11:d:209:ASN:O 2.32 0.56
1:1:30: THR:OG1 1:1:161:ALA:N 2.39 0.56
6:6:184:VAL:HG22 6:6:189:ILE:HG12 1.86 0.56
7:7:115:PHE:HA 7:7:259:GLY:HA3 1.88 0.56
7:7:196:ARG:NH1 11:D:101:GLU:OE2 2.39 0.56
1:8:32:LEU:HD12 1:8:156:ARG:O 2.06 0.56
10:C:38:ILE:HA 10:C:162:ALA:HA 1.87 0.56
15:H:331:ARG:NH1 20:M:282:GLU:HB2 2.21 0.56
15:H:418:GLU:O 15:H:421:SER:OG 2.09 0.56
16:1:206:GLU:HB2 16:1:261:LYS:CB 2.25 0.56
17:J:368:TYR:O 17:J:372:GLU:N 2.34 0.56
18:K:237:VAL:HB 18:K:271:ILE:HG12 1.87 0.56
19:1.:149:ASP:HB3 19:L:153:LEU:N 2.21 0.56
21:N:65:ALA:HB1 21:N:69:TYR:CZ 2.41 0.56
21:N:449:GLY:O 21:N:452:LEU:HB3 2.05 0.56
22:0:102:.LEU:HG 22:0:128:LEU:HD21 1.87 0.56
22:0:140:LYS:CG 22:0:181:PHE:CE2 2.89 0.56
22:0:185:PHE:HD1 22:0:188:PHE:CD2 2.24 0.56
22:0:242:1LE:HG13 22:0:243:VAL:H 1.71 0.56
23:P:147:LYS:HA 23:P:150:GLU:OE1 2.04 0.56
24:Q:30:LEU:HD22 24:QQ:50:ARG:HH21 1.72 0.56
24:Q:65:TYR:HA 24:Q:70:ALA:HB3 1.88 0.56
25:R:146:ASP:0O 25:R:148:ASP:OD1 2.23 0.56
25:R:263:ARG:O 25:R:267:LYS:HG2 2.06 0.56
26:S:199:GLU:O 27:T:93:ASN:ND2 2.39 0.56
28:U:72:TYR:HD1 29:V:94:MET:HG2 1.71 0.56
29:V:144:ILE:O 29:V:147:-VAL:HG22 2.06 0.56
33:7:123:ALA:C 33:7:126:TYR:HB3 2.31 0.56
33:7:593:HIS:CA 33:7:596: THR:OG1 2.53 0.56
33:7:602:LEU:HD21 33:7:882:LEU:HD22 1.72 0.56
8:2:192:ASP:0OD1 8:a:193:HIS:N 2.39 0.56
9:b:67:LEU:H 9:b:72:GLY:HA2 1.71 0.56
9:h:224:TYR:CE1 9:b:227:ILE:HD12 2.41 0.56
11:d:149:GLN:O 11:d:156: TYR:HA 2.05 0.56
5:j:114:SER:HA 5:3:192:LYS:HE2 1.87 0.56
6:k:132:ALA:HB1 6:k:136:SER:HB2 1.87 0.56
5:5:63:LEU:HD12 5:5:105:VAL:HG11 1.88 0.55
6:6:132:ALA:HB1 6:6:136:SER:HB2 1.87 0.55
8:A:192:ASP:0OD1 8:A:193:HIS:N 2.39 0.55
10:C:117:ASP:HA 10:C:120:GLN:HB3 1.87 0.55
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15:H:66:LYS:HA 15:H:69:VAL:HB 1.88 0.55
16:1:121:LYS:HG2 16:1:125:GLU:HG3 1.88 0.55
16:1:121:LYS:O 16:1:125:GLU:N 2.20 0.55
16:1:275:VAL:HG12 16:1:277:SER:H 1.71 0.55
17:J:369:ALA:O 17:J:374:ARG:N 2.39 0.55
18:K:245:LYS:HZ2 19:L:256:ILE:HG12 1.70 0.55
19:L:111:GLU:HA 19:L:117:TYR:HD1 1.69 0.55
20:M:375:ASN:ND2 20:M:378:GLU:HG3 2.20 0.55
20:M:392:LYS:HA 20:M:395:THR:HB 1.88 0.55
21:N:19:SER:O 21:N:23:TYR:HD1 1.88 0.55
22:0:302:VAL:O 22:0:305:ILE:HG13 2.06 0.55
26:S:297:ILE:HG13 26:S:298:ARG:H 1.70 0.55
28:U:285:1ILE:HA 28:U:288:PHE:HB2 1.89 0.5
29:V:54:LEU:HB3 29:V:102:GLN:HB2 1.88 0.55
30:W:16:SER:HA 30:W:25:ARG:HB3 1.87 0.55
30:W:139:VAL:N 30:W:168: THR:O 2.39 0.55
33:7Z:202:ARG:HD3 33:7:205:LEU:HD12 1.88 0.55
33:7:361:HIS:NE2 33:2:961:GLU:OE1 2.39 0.55
33:7:404:ASP:HB3 33:72:408:TYR:CE2 2.39 0.55
33:7:585:LEU:CD2 33:7:603:VAL:HG13 2.37 0.55
3:h:122:ASP:CG 3:h:125:ASN:HD22 2.13 0.55
6:k:33:ASP:OD1 6:k:35: THR:HG22 2.06 0.55
1:1:32:LEU:HD12 1:1:156:ARG:O 2.06 0.55
1:1:47:ARG:NH1 1:1:215:ILE:O 2.39 0.55
1:1:96:PHE:CE2 13:£:89:ARG:HD3 2.41 0.55
2:2:185:ASN:O 2:2:189:ARG:N 2.21 0.55
3:3:85:TYR:CE1 3:3:89:TYR:HD2 2.23 0.55
1:8:197:GLU:HA 1:8:200:ILE:HD12 1.87 0.55
8:A:89:ASP:CG 8:A:137:LEU:HD22 2.31 0.55
9:B:95:THR:HA 9:B:99:ARG:HD2 1.87 0.55
10:C:13:PHE:CZ 11:D:127:ARG:HD2 2.41 0.55
14:G:52:LYS:HB2 14:G:213:GLU:HB3 1.87 0.55
15:H:368:PRO:CG 20:M:390:GLN:HG3 2.36 0.55
16:1:176:LEU:HD22 16:1:181:MET:O 2.06 0.55
18:K:210:LEU:HB3 18:K:337:LYS:HA 1.88 0.55
19:1:309:LEU:HB2 19:1.:342: ARG:NH2 2.20 0.55
21:N:436:ASP:HB2 21:N:439:VAL:HB 1.87 0.55
23:P:406:LYS:C 23:P:410:GLN:HE22 2.14 0.55
26:S:156:VAL:HG13 26:S:188: TYR:CE1 2.38 0.55
26:S:177:ASN:HD22 26:5:228:GLU:HG2 1.71 0.55
26:S:249:SER:O 26:S:253:PHE:N 2.28 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
28:U:104:LEU:HD13 28:U:152:LYS:CE 2.35 0.55
28:U:141:GLU:H 28:U:153: THR:CB 2.20 0.55
29:V:28:TYR:O 29:V:65:VAL:N 2.38 0.55
30:W:63:SER:HB2 30:W:74:ALA:HB3 1.88 0.55
31:X:63:PRO:HG2 31:X:65:SER:O 2.07 0.55
33:7:250:VAL:HG22 33:7:265:LEU:HD21 1.87 0.5
33:7Z:780:MET:HE1 33:7:788:PRO:HA 1.88 0.55
33:7:972:SER:HB3 33:7:981:VAL:HG13 1.88 0.55
8:a:115:ASP:OD1 8:a:116:VAL:N 2.39 0.55
8:a:181:ASN:HD22 R:a:213:ALA:HB2 1.71 0.55
9:b:95: THR:HA 9:b:99:ARG:HD2 1.87 0.55
11:d:202:VAL:O 11:d:204:GLN:HG2 2.07 0.55
13:£:55:GLU:OE1 13:£:55:GLU:N 2.33 0.55
14:2:36: THR:HA 14:2:166:GLY:HA3 1.87 0.55
7:1:156:LYS:N 7:1:196:ARG:HE 2.04 0.55
1:1:33:GLY:N 1:1:156:ARG:O 2.37 0.55
2:2:230:LEU:O 2:2:242:LYS:N 2.28 0.55
3:3:122:ASP:CG 3:3:125:ASN:HD22 2.13 0.55
6:6:33:ASP:OD1 6:6:35: THR:HG22 2.06 0.55
8:A:7T1:TYR:N 8:A:224:GLU:OE2 2.39 0.55
8:A:181:ASN:HD22 8:A:213:ALA:HB2 1.71 0.55
15:H:101:ARG:HB2 15:H:173:ARG:CZ 2.36 0.55
15:H:340:LEU:HB3 15:H:370:ARG:HH12 1.71 0.55
16:1:215:GLU:HA 16:1:218:ILE:HD12 1.87 0.55
16:1:281:GLN:NE2 17:J:227:SER:OG 2.40 0.55
17:J:42:ARG:O 17:J:46:ALA:N 2.23 0.55
19:L:225:GLY:N 19:1L:229:THR:H 2.04 0.55
19:L:227:GLY:HA2 19:L:230:LEU:HB2 1.89 0.55
19:L:252:VAL:HG21 19:L:303:ARG:NH2 2.21 0.55
20:M:289:LYS:O 20:M:295:LYS:HE2 2.05 0.55
21:N:32:VAL:HG21 21:N:64:ILE:HG12 1.89 0.55
21:N:500:ASP:O 21:N:504:TYR:N 2.28 0.55
21:N:585:ARG:CZ 21:N:616:HIS:CD2 2.90 0.55
22:0:16:MET:HA 22:0:72:LYS:NZ 2.20 0.55
22:0:321:LYS:0O 22:0:324:VAL:HB 2.05 0.55
23:P:101:MET:HG3 23:P:139:VAL:HG21 1.89 0.55
23:P:158:ASP:HA 23:P:161:CYS:SG 2.47 0.55
24:Q:259:CYS:O 24:Q:263:LYS:N 2.29 0.55
24:Q:315:ASN:CG 24:Q:339:TYR:OH 2.50 0.55
26:5:246:GLU:CB 27:T:128: TYR:HB2 2.29 0.55
27:T:157:TYR:CD1 27:T:189:ILE:HD11 2.42 0.55
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28:U:136:ALA:H 28:U:156:HIS:CD2 2.24 0.55
29:V:162:GLY:H 29:V:165:ILE:HD12 1.70 0.55
33:7:243:GLN:OE1 33:7:244:ARG:CA 2.55 0.55
33:72:247:GLN:HG3 33:7:284:.LEU:HD21 1.88 0.55
33:2:761:PHE:CE2 33:7:783:VAL:HG11 2.41 0.55
33:7:887:GLY:0O 33:7:889:VAL:HG13 2.06 0.55
9:b:57:MET:HB3 9:b:59:GLU:OE2 2.05 0.55
10:¢:20: TYR:HB3 10:¢:24:TYR:CZ 2.42 0.55
13::54:ASP:O 13:£:57:SER:OG 2.15 0.55
5:3:10:GLY:HA3 5:j:42:LYS:HE2 1.89 0.55
5:j:63:LEU:HD12 5:j:105:VAL:HG11 1.88 0.55
6:k:149:ARG:N 6:k:152:MET:SD 2.78 0.55
4:4:60:CYS:O 4:4:217:ARG:NH1 2.30 0.55
4:4:133:ASP:0OD1 4:4:136:GLY:N 2.36 0.55
7:7:102:ALA:O 1:8:156:ARG:NH1 2.35 0.55
12:E:72:ARG:HG2 12:E:227:GLY:HA3 1.89 0.55
14:G:78:TYR:HE2 14:G:82:ILE:HA 1.71 0.55
15:H:24:ASP:CB 33:72:218:GLU:OE1 2.55 0.55
16:1:175:LEU:O 16:I:176:LEU:HD23 2.06 0.55
16:1:249: TYR:HB3 16:1:376:LEU:HA 1.88 0.5
16:1:288:PRO:HD3 16:1:332: THR:HA 1.89 0.55
17:J:297:LEU:O 17:J:300:LEU:N 2.27 0.55
18:K:99:PHE:CD1 18:K:110: VAL:HG12 2.42 0.55
18:K:246: TYR:C 18:K:248:GLY:H 2.15 0.55
21:N:921:ARG:HA 21:N:925:ASP:HB3 1.88 0.55
22:0:383:LYS:HD2 22:0:387:ARG:HH21 1.71 0.55
24:QQ:26:VAL:O 24:QQ:30:LEU:N 2.36 0.55
24:Q:66:VAL:HG23 24:QQ:104:PHE:CE1 2.41 0.55
24:QQ:129:LYS:HZ1 9:b:187:ASP:N 1.94 0.55
24:Q:370: THR:HA 24:Q:373:VAL:CG2 2.36 0.55
24:Q:398:TYR:O 24:Q:399:VAL:HG13 2.07 0.55
25:R:71:LEU:HD12 25:R:76:GLN:HA 1.88 0.55
25:R:266:LEU:O 25:R:271:ILE:N 2.34 0.5
25:R:334:ARG:C 25:R:337:VAL:HG12 2.31 0.55
26:S:288: THR:HG22 26:5:292: TYR:CZ 2.41 0.55
28:U:10:ILE:N 28:U:160: THR:O 2.38 0.55
28:U:10:ILE:HB 28:U:161:ILE:HD13 1.86 0.55
29:V:28:TYR:N 29:V:63:VAL:O 2.40 0.55
33:7:145:ASP:HB3 33:7:148:GLY:0O 2.06 0.55
33:7:436:LEU:HD22 33:7:451:ALA:HA 1.87 0.55
33:7:848:THR:O 33:7:852:GLN:N 2.28 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
8:a:91:ARG:HH12 14:¢:157:TYR:N 2.01 0.55
9:b:97:TYR:CZ 9:b:105:PRO:HA 2.42 0.55
10:¢:42:ASP:0OD1 10:¢:186:VAL:HG23 2.05 0.55
14:g:158: TRP:HB2 14:¢:160: TYR:CE1 2.42 0.55
7:1:210:PHE:CE1 7:1:242:ARG:HG2 2.42 0.55
2:2:116:ALA:O 2:2:119:ALA:N 2.24 0.55
9:B:224:TYR:CE1 9:B:227:ILE:HD12 2.41 0.55
10:C:99:LEU:O 10:C:103:ASN:N 2.33 0.55
11:D:214:VAL:N 11:D:222:VAL:O 2.29 0.55
12:E:16:SER:HA 12:E:22:PHE:CZ 2.42 0.55
12:E:17:PRO:HA 13:F:24:TYR:CD1 2.41 0.55
13:F:123:TYR:HB2 14:G:128:SER:HB2 1.88 0.55
15:H:222:ARG:HG3 15:H:226:GLU:HB3 1.89 0.55
16:1:199:LYS:CE 16:1:261:LYS:HZ1 2.19 0.55
17:J:156:GLN:HE22 17:J:314:1ILE:HG21 1.70 0.55
17:J:212:ARG:HB3 17:J:248:ASP:0OD2 2.06 0.55
19:1:290:ARG:O 20:M:294:GLU:HA 2.07 0.55
21:N:361:ASN:HB3 21:N:399:PHE:CE2 2.41 0.55
21:N:515:ARG:HD3 21:N:738:GLN:OFE1 2.07 0.55
21:N:526:TYR:HD1 21:N:557:LEU:HB3 1.72 0.5
21:N:578:ASP:OD1 21:N:579:SER:N 2.40 0.55
22:0:142:ASP:C 22:0:144:VAL:N 2.65 0.55
23:P:119:ILE:HG22 23:P:120:GLU:HG3 1.87 0.55
23:P:254:GLU:O 23:P:258:LYS:HG3 2.06 0.55
23:P:350:LEU:HA 23:P:353:ILE:HB 1.88 0.55
24:Q:339:TYR:CE1 | 24:Q:342:LEU:HD13 2.39 0.55
24:QQ:389:VAL:HA 25:R:345:TYR:CB 2.37 0.55
25:R:58:GLU:HB3 25:R:105:LYS:HD2 1.87 0.55
29:V:106:GLY:HA3 29:V:137:VAL:H 1.72 0.55
32:Y:82:ASP:O 32:Y:86:ARG:N 2.35 0.55
9:b:77:GLY:HA3 9:b:132:VAL:HG12 1.89 0.55
13:£:77:LEU:HD12 13:£:129:GLY:HA3 1.87 0.55
14:g:78: TYR:HE2 14:g:82:ILE:HA 1.71 0.55
1:1:36:GLY:H 1:1:40:ALA:HA 1.71 0.55
3:3:20: THR:CB 3:3:36:ASP:CG 2.79 0.55
3:3:76:ASP:O 3:3:80:TYR:N 2.19 0.55
4:4:160:SER:O 4:4:164:MET:N 2.23 0.55
5:5:113:ASN:N 5:5:118:LYS:O 2.39 0.55
7:7:119:THR:HG21 7:7:175:MET:HB2 1.89 0.55
10:C:20: TYR:HB3 10:C:24:TYR:CZ 2.42 0.55
11:D:203:VAL:HG11 11:D:210:ILE:HG13 1.88 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
11:D:227:GLU:H 11:D:227:GLU:CD 2.15 0.55
14:G:200:ILE:O 14:G:204:HIS:N 2.37 0.55
15:H:417:ALA:HB1 16:1:367:ARG:HE 1.71 0.55
16:1:270: THR:N 16:1:304:SER:HA 2.22 0.55
19:L:276:CYS:H 19:L:321: THR:HA 1.72 0.55
21:N:322:ASP:O 21:N:329:HIS:HB2 2.06 0.55
21:N:527:GLY:N 21:N:557:LEU:O 2.36 0.55
21:N:707:ASN:HA 21:N:711:ARG:HB3 1.87 0.55
22:0:289:GLN:NE2 22:0:334:LEU:HD11 2.21 0.55
22:0:340:SER:N 22:0:349: THR:HB 2.22 0.55
22:0:367:LYS:HD2 28:U:204:LEU:HB3 1.88 0.55
24:Q:71:LYS:HG3 24:Q:104:PHE:CE2 2.42 0.55
24:Q:81:SER:HA 24:Q:84:TYR:HB2 1.88 0.55
24:Q:318:LEU:HD12 | 24:Q:325:LEU:HD21 1.87 0.55
25:R:289:ILE:HG13 25:R:290:SER:N 2.21 0.55
26:S:167:LEU:HA 26:S:171: TYR:HE2 1.68 0.55
26:S5:192:GLU:HA 26:S:194:LEU:HG 1.89 0.55
26:S:383:LEU:HA 26:S:386:ASN:HB2 1.87 0.55
27 T:89:TYR:HD1 27:T:102:LYS:HB3 1.71 0.55
29:V:69:PHE:O 29:V:108:TYR:OH 2.18 0.55
30:W:19:GLY:HA2 30:W:25:ARG:N 2.21 0.55
31:X:36:LYS:O 31:X:46: TRP:HA 2.06 0.55
33:Z:119:LEU:HA 33:7:122:LEU:HB3 1.87 0.55
33:7Z:131:LYS:CG 33:7:135:LEU:HD22 2.36 0.55
33:2:780:MET:CE 33:7Z:788:PRO:HA 2.36 0.55
8:a:110:TYR:CE1 4:1:104:ARG:HD2 2.41 0.55
3:h:185:ASP:0OD1 3:h:187:SER:N 2.39 0.55
4:1:234:PHE:CE2 5:j:169:GLN:HB2 241 0.55
7:1:255:VAL:HA 7:1:260: TRP:HA 1.88 0.55
7:1:276:LYS:NZ 7:1:287:GLY:O 2.24 0.55
1:1:83:LEU:HD13 1:1:124:TYR:CE2 2.42 0.55
1:1:197:GLU:HA 1:1:200:ILE:HD12 1.87 0.55
3:3:72:GLN:NE2 4:4:148:THR:O 2.34 0.55
7:7:156:LYS:N 7:7:196:ARG:HE 2.04 0.55
7:7:182:LYS:HD2 11:D:141:ARG:HH21 1.70 0.55
9:B:97:TYR:CZ 9:B:105:PRO:HA 2.42 0.55
10:C:79:GLY:HA3 10:C:133:VAL:HA 1.88 0.55
12:E:59:LEU:HD21 12:E:64:1ILE:HD11 1.87 0.55
12:E:203:ILE:O 12:E:206:GLN:HB3 2.05 0.55
15:H:292:ARG:NE 20:M:250:GLN:HE21 2.04 0.55
16:1:306: VAL:HB 16:1:351:VAL:HA 1.88 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
17:J:143:PRO:HB3 17:J:200:ARG:HH11 1.72 0.55
17:J:212: ARG:HH22 18:K:330:ARG:NH1 2.04 0.55
17:J:369:ALA:HA 17:J:372:GLU:HB2 1.89 0.55
20:M:148:VAL:HG22 | 20:M:155:ILE:HG12 1.88 0.55
20:M:187:ASP:HA 20:M:190:ILE:HB 1.89 0.55
21:N:36: TRP:CE2 21:N:71:ASN:HB3 2.42 0.55
21:N:362: TRP:O 21:N:366:THR:N 2.29 0.55
22:0:380:LEU:HD11 27:T:255:GLN:HA 1.88 0.55
24:Q:165:PHE:HD1 24:QQ:169:ASP:HB3 1.71 0.55
25:R:280:ILE:C 25:R:282: THR:H 2.14 0.55
25:R:371:PHE:CB 25:R:377:LEU:CG 2.84 0.55
26:S:142:VAL:HA 26:S:145:PHE:CE1 2.41 0.55
26:S:351:ALA:HA 26:5:359:LYS:NZ 2.21 0.55
27:T:200:LEU:O 27:T:233:VAL:N 2.39 0.55
27:T:257: THR:O 27:T:261:GLU:HG3 2.07 0.55
28:U:57:GLU:HB2 30:W:100:HIS:CD2 2.42 0.55
28:U:104:LEU:CD1 28:U:152:LYS:HZ2 2.17 0.55
29:V:55:GLY:HA3 29:V:64:ASN:O 2.06 0.55
29:V:279:HIS:HA 29:V:282:GLU:OFE1 2.07 0.55
33:7:323:TYR:HB3 33:7:501:LYS:HE2 1.87 0.5
33:7:445:PRO:HA 33:7:448:LYS:HB2 1.88 0.55
8:a:46:ARG:NH2 8:a:167:LYS:HA 2.19 0.55
11:d:203:VAL:HG11 11:d:210:ILE:HG13 1.88 0.55
13:£:19:LEU:HD11 14:2:130:ARG:HD2 1.88 0.55
3:h:26: THR:HA 3:h:31:VAL:HA 1.89 0.55
3:h:172:ASP:C 3:h:176:HIS:HD1 2.12 0.55
4:1:34:GLY:N 4:1:154:LEU:O 2.28 0.55
5:j:113:ASN:N 5:3:118:LYS:O 2.39 0.55
6:k:67:-TYR:HA 6:k:70:ARG:HH11 1.71 0.55
6:k:81:SER:HB2 6:k:125:LYS:HD2 1.89 0.55
6:k:158:LEU:HD13 6:k:198:GLN:HE22 1.72 0.55
3:3:26: THR:HA 3:3:31: VAL:HA 1.89 0.55
4:4:202:VAL:HB 4:4:220:LEU:H 1.70 0.5
6:6:67: TYR:HA 6:6:70:ARG:HH11 1.71 0.55
7:7:134:LEU:HD22 7:7:158: LEU:HB2 1.87 0.55
1:8:207:PHE:HA 1:8:210:ALA:HB3 1.88 0.55
2:9:185:ASN:O 2:9:189:ARG:N 2.21 0.55
11:D:202:VAL:O 11:D:204:GLN:HG2 2.06 0.55
15:H:149:LEU:N 15:H:177:ASP:0D2 2.33 0.55
15:H:421:SER:H 16:1:369:GLY:HA2 1.72 0.55
16:1:212:GLY:HA2 16:1:391:ILE:CD1 2.37 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
17:J:111:GLN:OE1 17:J:128:ASN:HB2 2.07 0.55
17:J:130:ALA:CA 17:J:131:ASP:HB2 2.37 0.55
17:J:156:GLN:HE22 17:J:314:1ILE:CG2 2.20 0.55
17:J:250:ILE:HD13 17:J:265:ASP:HB3 1.89 0.55
18:K:67:TYR:CZ 21:N:605:ILE:HG23 2.42 0.55
19:L:107:GLU:O 19:1:119:VAL:HG13 2.07 0.55
19:1:189:GLN:HE22 19:L:350:PRO:HD2 1.72 0.55
20:M:258:GLU:O 20:M:262:LEU:HG 2.07 0.55
21:N:398:ARG:HG3 21:N:438:ASP:HB3 1.87 0.55
22:0:44:SER:O 22:0:48:PHE:N 2.29 0.55
22:0:220:SER:O 22:0:224:GLY:N 2.40 0.55
23:P:276:LEU:O 23:P:279:ASP:N 2.40 0.55
24:Q:40:ALA:O 24:Q:87:GLN:HG3 2.07 0.55
28:U:273:LEU:HA 28:U:276:ILE:HD12 1.88 0.55
30:W:114:VAL:HB 30:W:143:ASN:HA 1.87 0.55
31:X:33:ILE:HG21 31:X:99:PHE:HB3 1.87 0.55
33:7:328:ASP:CA 33:7:332:ASN:H 2.20 0.55
33:7:440:LEU:O 33:7:448:LYS:HA 2.06 0.55
33:7:814:ALA:HA 33:Z:817:LEU:HD12 1.89 0.55
10:¢:139:GLY:O 10:¢:147:GLN:N 2.35 0.55
12:¢:123:PHE:HA 12:e:134:MET:HB3 1.89 0.55
4:1:202:VAL:HB 4:1:220:LEU:H 1.70 0.55
5:j:13:VAL:HG23 5:j:138:VAL:HG12 1.89 0.55
1:1:142:TYR:HE1 1:1:152: ARG:HB2 1.72 0.55
2:2:231:ALA:HA 2:2:241:PHE:HA 1.89 0.55
3:3:78:VAL:HG22 3:3:100: VAL:HG12 1.88 0.55
4:4:235:PRO:O 4:4:238: THR:0G1 2.16 0.55
5:5:10:GLY:HA3 5:5:42:LYS:HE2 1.89 0.55
5:5:205:ASP:HB3 7:1:268:VAL:HG11 1.88 0.55
6:6:46:PHE:HB3 6:6:102: VAL:HG12 1.89 0.55
2:9:45:1LE:HA 2:9:176:ALA:HA 1.89 0.55
2:9:48:LYS:NZ 2:9:158:GLN:O 2.40 0.55
8:A:91:ARG:NH2 14:G:157:TYR:O 2.36 0.55
8:A:219:SER:H 8:A:222:ASP:CG 2.14 0.55
9:B:94:HIS:HA 9:B:98:LYS:HB3 1.89 0.55
13:F:154: THR:HA 14:G:64:ASN:OD1 2.07 0.55
15:H:178:ARG:NH1 15:H:191:ILE:HB 2.22 0.55
15:H:340:LEU:HB3 15:H:370:ARG:CZ 2.35 0.55
16:1:272:LEU:O 16:1:307:PHE:N 2.31 0.55
17:J:230: VAL:HG13 17:J:275:LEU:HD11 1.89 0.5
20:M:306:LEU:HD23 | 20:M:309:LEU:HD12 1.87 0.55
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21:N:375:HIS:CD2 21:N:385:VAL:HG11 2.41 0.55
21:N:504:TYR:HA 21:N:507:GLU:HB3 1.89 0.55
21:N:763:GLY:H 21:N:907:ASP:N 2.04 0.55
22:0:306:ARG:NH1 22:0:351:SER:C 2.65 0.55
22:0:356:ARG:HA 22:0:356:ARG:NE 2.21 0.55
22:0:357:ILE:O 22:0:358:.ILE:CB 2.54 0.55
23:P:67:ALA:HA 23:P:75:LEU:HD22 1.89 0.55
23:P:287:ASP:C 23:P:289:ASN:N 2.63 0.55
23:P:396:PRO:CG 24:QQ:356:CYS:HB3 2.36 0.55
24:Q:402: THR:CB 24:Q:403:PRO:CD 2.78 0.55
25:R:190:LYS:O 25:R:194:VAL:HG12 2.07 0.55
25:R:417:TYR:O 25:R:420:ALA:N 2.38 0.55
26:5:433:GLU:HG2 26:S:446: THR:HG21 1.89 0.55
27:T:139:ASP:HB3 27:T:142:LEU:HB2 1.87 0.55
29:V:31:SER:HA 29:V:34:LEU:HB3 1.89 0.55
30:W:100:HIS:O 30:W:102:GLN:NE2 2.40 0.55
31:X:72:GLU:HB2 31:X:91:PHE:CE1 2.41 0.55
33:7:128:GLU:HB3 33:7:132:HIS:CD2 2.41 0.55
33:7:927:VAL:O 33:7Z:956:LEU:HG 2.07 0.55
33:7:958:ASN:HB2 33:72:961:GLU:CD 2.32 0.55
10:c:14:SER:N 10:¢:18:ARG:O 2.36 0.55
12:e:16:SER:HA 12:e:22:PHE:CZ 2.42 0.55
2:2:37:PRO:HB2 2:2:40: THR:HG22 1.87 0.55
4:4:153: TYR:HD2 4:4:167:-LEU:HD13 1.71 0.55
5:5:98:ARG:HG3 5:5:103:TYR:CE2 2.42 0.55
1:8:83:LEU:HD13 1:8:124:TYR:CE2 2.42 0.55
1:8:119:LYS:HD3 1:8:124:TYR:CD2 2.42 0.55
2:9:48:LYS:HB3 2:9:53:VAL:HG12 1.88 0.55
R:A:92:ASN:HB2 14:G:121:GLN:OE1 2.07 0.55
10:C:14:SER:N 10:C:18:ARG:O 2.36 0.55
12:E:35:SER:HA 12:E:53:ARG:CZ 2.37 0.55
13:F:186:PRO:HA 13:F:189:LEU:HD12 1.89 0.55
14:G:138:PHE:N 14:G:149:TYR:O 2.29 0.55
16:1:221:ILE:HG13 16:1:263:VAL:HG21 1.87 0.55
17:J:111:GLN:CD 17:J:128:ASN:HB2 2.32 0.55
17:J:324:ARG:HD3 17:J:353:CYS:HB2 1.88 0.55
18:K:206:PRO:HA 18:K:335:ASP:0OD2 2.07 0.55
19:L:375:ASP:HB3 19:L:415:LEU:HD23 1.89 0.55
20:M:13:PRO:O 20:M:17:GLU:HG3 2.07 0.55
20:M:289:LYS:HD2 20:M:295:LYS:NZ 2.22 0.55
21:N:189:LEU:O 21:N:193:ALA:N 2.30 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:625:LEU:HD11 21:N:637:ALA:HB1 1.89 0.55
23:P:105:LYS:C 23:P:107:SER:O 2.50 0.55
23:P:422:LEU:O 23:P:426:1LE:HG13 2.07 0.55
28:U:120:LEU:HD21 28:U:122:ILE:HG13 1.89 0.55
30:W:29:GLN:O 30:W:33:VAL:HG23 2.07 0.55
30:W:39:ALA:O 30:W:43:SER:N 2.39 0.55
30:W:132:LEU:HD11 30:W:157:PHE:HZ 1.72 0.55
33:7:123:ALA:HA 33:7:126:TYR:HB3 1.88 0.55
33:7Z:602:LEU:CD1 33:7:882:LEU:HD23 2.37 0.55
8:a:71:TYR:H 8:a:224:GLU:CD 2.14 0.55
8:a:129: THR:HG22 9:b:128:ARG:HH21 1.72 0.55
9:b:188:ALA:HA 9:b:191:ILE:HD12 1.88 0.55
10:¢:38:ILE:HA 10:c:162:ALA:HA 1.87 0.55
12:e:81:LEU:N 12:€:139:GLY:O 2.24 0.55
4:1:112:LEU:O 4:1:116:LEU:N 2.24 0.55
5:3:98:ARG:HG3 5:j:103:TYR:CE2 2.42 0.55
2:2:48:LYS:NZ 2:2:158:GLN:O 2.40 0.54
2:2:176:ALA:HB3 2:2:181:ALA:HA 1.89 0.54
5:5:177:ARG:HD3 7:1:101:VAL:HB 1.88 0.54
1:8:36:GLY:H 1:8:40:ALA:HA 1.71 0.54
1:8:46: THR:HG21 1:8:58:TYR:CD1 2.42 0.54
2:9:63:TYR:O 2:9:66:LEU:HB3 2.07 0.54
8:A:21:PRO:HA 9:B:23:TYR:CE1 2.42 0.54
15:H:405:GLU:O 15:H:409:ARG:HG3 2.07 0.54
16:1:239:GLY:CA 16:1:242:PRO:HD3 2.35 0.54
16:1:426:ALA:HB1 16:1:443:PHE:CD1 2.41 0.54
19:L:193:LEU:HD11 19:1:347:VAL:HG11 1.89 0.54
21:N:258:ALA:HA 21:N:261:LEU:HB3 1.88 0.54
23:P:168:TYR:CD1 23:P:171:MET:HB3 2.42 0.54
24:Q:135:HIS:HD2 24:Q:161:LEU:HD23 1.71 0.54
24:Q:363:SER:O 24:Q:368:LEU:N 2.33 0.54
24:Q:426:LEU:HD11 | 29:V:268: THR:HG21 1.88 0.54
25:R:29:LYS:HA 25:R:32:LEU:HD12 1.88 0.54
26:S:371:LEU:O 26:S:375:ASP:N 2.39 0.54
26:S:436:ILE:HB 27:T:197:TYR:CE1 2.42 0.54
27:T:146:1ILE:O 27:T:150:ARG:N 2.28 0.54
27:T:221:ALA:HB1 27:T:2281LE:HD11 1.88 0.54
28:U:126:LYS:C 29:V:208:LYS:HZ1 2.15 0.54
29:V:287:THR:O 29:V:291:ASN:HB2 2.06 0.54
31:X:48:PHE:CD2 31:X:66:LEU:HB3 2.42 0.54
33:7:209:PRO:0O 33:7:213:LYS:N 2.26 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
33:7:241: THR:C 33:7:242:PHE:CD1 2.86 0.54
33:7:328:ASP:HA 33:7:332:ASN:H 1.72 0.54
33:72:416:THR:HA 33:72:450:GLY:HA2 1.89 0.54
33:2:430:LEU:HG 33:7:468:GLU:H 1.71 0.54
33:7:759:ARG:HH11 33:7:759:ARG:HG3 1.70 0.54
8:a:77:ARG:NH2 8:a:232:LYS:HD?2 2.23 0.54
8:a:125:SER:O 8:a:129: THR:N 2.25 0.54
11:d:187:THR:N 11:d:190:GLU:OE2 2.33 0.54
12:e:78: MET:HA 12:e:142:LEU:HD23 1.88 0.54
14:¢:194:LYS:HB3 14:¢:242:PHE:CD2 2.42 0.54
6:k:46:PHE:HB3 6:k:102: VAL:HG12 1.89 0.54
6:k:101:ASN:HB3 6:k:133:HIS:ND1 2.22 0.54
7:1:82:ARG:HG2 7:1:221: TRP:HZ3 1.72 0.54
1:1:119:LYS:HD3 1:1:124:TYR:CD2 2.42 0.54
2:9:220:ARG:NH2 4:1:168:GLU:OE2 2.39 0.54
8:A:115:ASP:HB3 8:A:155:TYR:CE2 2.42 0.54
9:B:200:VAL:HG21 9:B:204:PHE:CD1 2.43 0.54
11:D:31:THR:HB 11:D:47:GLU:HG3 1.88 0.54
12:E:52:LYS:HG3 12:E:215:ASN:O 2.07 0.54
13:F:2:PHE:N 13:F:5:ASN:OD1 2.41 0.54
13:F:121:GLN:HA 14:G:130:ARG:HE 1.73 0.54
14:G:54:1LE:H 14:G:212:PHE:HA 1.70 0.54
15:H:156:VAL:HG12 15:H:158:GLY:H 1.72 0.54
15:H:180:LYS:O 20:M:168:LYS:HG3 2.06 0.54
16:1:307:PHE:HA 16:1:352:ILE:HB 1.87 0.54
17:J:273:LEU:HD23 17:J:276:LEU:HD12 1.90 0.54
18:K:78:GLU:HB3 21:N:613:HIS:CE1 2.42 0.54
18:K:122:ILE:HA 18:K:146:LEU:HB3 1.89 0.54
18:K:298:GLU:O 18:K:302: GLN:N 2.37 0.54
21:N:714:THR:N 21:N:754: THR:O 2.30 0.54
22:0:12:SER:CB 22:0:15:ARG:CB 2.86 0.54
22:0:99:LEU:HD11 22:0:132:GLU:O 2.07 0.54
23:P:66:LEU:HB3 23:P:70:ASN:ND2 2.22 0.54
23:P:168:TYR:HB3 23:P:170:SER:N 2.22 0.54
23:P:282:HIS:O 23:P:286:ASN:HB3 2.07 0.54
24:Q:352:GLU:HB2 24:QQ:353:PRO:HD2 1.88 0.54
24:Q:395:GLY:C 24:Q:396: TRP:CD1 2.86 0.54
25:R:184:GLN:CB 25:R:185:LEU:HG 2.37 0.54
26:S:247:VAL:HB 26:S:250:ALA:HB2 1.88 0.54
26:5:455:GLU:CG 26:5:459:GLN:HE21 2.19 0.54
27:T:187:ASP:HA 27:T:224:ARG:HH21 1.71 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
27:T:257:- THR:HA 27:T:260:1ILE:HD12 1.89 0.54
28:U:227:GLY:O 28:U:230:GLN:HB3 2.07 0.54
33:7:233:LEU:HD13 33:7:261:ASP:0OD2 2.07 0.54
33:7:387:ASN:O 33:7:391:ASN:HB2 2.07 0.54
12:¢:166:ARG:O 13:£:57:SER:HA 2.07 0.54
13:£:11:VAL:HG23 14:¢:130:ARG:N 2.23 0.54
13:f:46:LEU:HB2 13:£:214:ALA:HB3 1.88 0.54
13:£:117:GLN:OE1 14:¢:83:PRO:HB2 2.07 0.54
3:h:176:HIS:O 3:h:179:SER:OG 2.23 0.54
4:1:141:SER:OG 4:1:149:ASP:HB2 2.07 0.54
7:1:115:PHE:HA 7:1:259:GLY:HA3 1.88 0.54
2:2:186:PRO:O 2:2:190:LYS:N 2.29 0.54
3:3:185:ASP:0OD1 3:3:187:SER:N 2.39 0.54
4:4:141:SER:OG 4:4:149:ASP:HB2 2.07 0.54
6:6:101:ASN:HB3 6:6:133:HIS:ND1 2.22 0.54
9:B:34:SER:O 9:B:164:ILE:N 2.35 0.54
9:B:111:VAL:HG21 9:B:148: TYR:HD2 1.72 0.54
11:D:103:PRO:HG2 11:D:140:PRO:HG3 1.90 0.54
15:H:143:ALA:N 20:M:75:LEU:H 2.05 0.54
15:H:309:ASP:0OD1 15:H:310:GLU:N 2.40 0.54
16:1:133:ILE:CD1 17:J:93:LYS:HB3 2.38 0.54
18:K:177:LEU:HD13 | 18:K:222:LEU:HD21 1.89 0.54
18:K:347:ARG:O 18:K:351:LEU:HG 2.08 0.54
18:K:351:LEU:O 18:K:355: THR:N 2.40 0.54
19:L:254:LYS:CA 19:L:255:TYR:C 2.79 0.54
20:M:81:ASN:O 20:M:119:VAL:HA 2.06 0.54
20:M:256:ILE:HG23 20:M:299:ARG:HD2 1.90 0.54
21:N:464:GLU:O 21:N:467:LYS:N 2.41 0.54
21:N:890:PHE:HA 21:N:908:ARG:H 1.72 0.54
22:0:227:1LE:HD11 22:0:336:LEU:HD12 1.88 0.54
22:0:273:GLN:O 22:0:276:LYS:HB3 2.07 0.54
22:0:310:PHE:CE1 22:0:341:1ILE:HG12 2.42 0.54
23:P:360:1ILE:HD11 23:P:364:ARG:HG3 1.89 0.54
23:P:410:GLN:HB3 23:P:414:GLU:OE1 2.08 0.54
24:QQ:66:VAL:O 24:Q:69:GLY:N 2.41 0.54
24:Q:134:LYS:O 24:Q:138:SER:N 2.34 0.54
24:Q:157:LEU:O 24:Q:161:LEU:HG 2.08 0.54
26:S:135:ASN:O 26:S:138:MET:HB2 2.06 0.54
26:S:349: THR:HA 26:S:352:VAL:HB 1.88 0.54
26:5:471:LEU:HD23 26:5:474:GLU:HB2 1.88 0.54
27:T:9:LYS:O 27:T:13:ILE:HG12 2.07 0.54
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30:W:95:GLN:HE21 30:W:132:LEU:HG 1.72 0.54
30:W:129:ALA:HA 30:W:161:VAL:HG22 1.89 0.54
30:W:149:GLN:O 30:W:154:LEU:HD12 2.07 0.54
33:72:269: TYR:CD1 33:2:272:TYR:CE2 2.96 0.54
8:a:115:ASP:HB3 8:a:155:TYR:CE2 2.42 0.54
5:j:103:TYR:HA 6:k:93:ARG:NH2 2.13 0.54
6:k:60:ILE:HG23 6:k:83:PHE:HE2 1.72 0.54
7:1:188:TYR:CE1 7:1:198:LYS:HB2 2.42 0.54
2:2:63:TYR:O 2:2:66:LEU:HB3 2.07 0.54
4:4:164:MET:HA 4:4:167:-LEU:HD12 1.90 0.54
2:9:164:ASN:ND2 2:9:168:VAL:HB 2.15 0.54
21:N:169:ALA:O 21:N:173:LYS:CD 2.54 0.54
21:N:253:LEU:HB2 21:N:906:ARG:HH22 1.73 0.54
21:N:762:ARG:HD3 21:N:766:GLN:HA 1.89 0.54
21:N:762:ARG:HD3 21:N:767:ALA:H 1.71 0.54
22:0:82:LEU:O 22:0:87:LYS:N 2.35 0.54
22:0:238:ILE:O 22:0:241: THR:HB 2.07 0.54
23:P:182:GLU:HA 23:P:185:GLU:HB3 1.90 0.54
24:Q:135:HIS:CD2 24:Q:164:GLU:HG2 2.42 0.54
24:QQ:314:PHE:CE2 24:QQ:339:TYR:CD2 2.94 0.54
24:Q:404:ASN:HD21 | 25:R:393:PRO:HG2 1.71 0.54
26:5:396:SER:HA 26:S:398: THR:OG1 2.07 0.54
26:S:461:PHE:HE2 28:U:274:-MET:HA 1.71 0.54
27:T:97:SER:O 27:T:98:GLU:HG3 2.05 0.54
27:T:99:SER:HB2 27:T:102:LYS:HD3 1.90 0.54
28:U:70:HIS:O 28:U:73:ILE:N 2.40 0.54
28:U:104:LEU:HA 28:U:107:ASN:ND2 2.22 0.54
28:U:276:ILE:HG23 29:V:291:ASN:CG 2.32 0.54
29:V:240:ALA:H 29:V:242:LYS:NZ 2.04 0.54
31:X:28:PRO:O 31:X:29:VAL:HG22 2.07 0.54
33:7:357:ILE:O 33:7:360:SER:N 2.34 0.54
33:2:475:GLN:HE22 33:7:502:ASN:ND2 2.05 0.54
33:7:827:LEU:HD11 33:7:830:LEU:HD22 1.90 0.54
8:a:89:ASP:CG 8:a:137:LEU:HD22 2.32 0.54
13:£:2:PHE:N 13:£:5:ASN:OD1 2.41 0.54
13:f:71:GLY:HA3 13:£:222:PHE:CE2 2.43 0.54
14:¢:100:LYS:0O 14:¢:104:LYS:N 2.36 0.54
3:h:22:ILE:HD11 3:h:146:ALA:HB3 1.90 0.54
4:1:133:ASP:OD1 4:1:136:GLY:N 2.36 0.54
6:k:100: VAL:H 6:k:121:TYR:HB3 1.73 0.54
7:1:127:CYS:SG 7:1:172:.MET:-HE3 2.48 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
2:2:264:GLN:NE2 3:3:55:ARG:H 2.05 0.54
3:3:171:VAL:O 3:3:175:LYS:N 2.35 0.54
1:8:142: TYR:HE1 1:8:152:ARG:HB2 1.72 0.54
8:A:200:GLU:HG3 8:A:244:ARG:NH2 2.23 0.54
12:E:123:PHE:HA 12:E:134:MET:HB3 1.89 0.54
14:G:158: TRP:HB2 14:G:160:TYR:CE1 2.42 0.54
15:H:102:CYS:HB2 15:H:146:VAL:HB 1.89 0.54
15:H:191:1ILE:HG13 15:H:192:ASP:N 2.23 0.54
15:H:368:PRO:HG3 20:M:390:GLN:HG3 1.90 0.54
15:H:380:PRO:O 15:H:413:ASN:CG 2.48 0.54
17:J:71:TYR:CD2 17:J:117:SER:HA 2.43 0.54
17:J:76:ILE:HD11 17:J:87:LYS:HB3 1.88 0.54
17:J:321:VAL:O 17:J:325:ALA:N 2.22 0.54
18:K:136:SER:O 18:K:150:LEU:N 2.35 0.54
19:1.:145:ARG:HB2 19:L:161:ARG:HD2 1.89 0.54
19:1:404:ARG:NH2 20:M:191:GLU:OE2 2.41 0.54
20:M:280:ILE:N 20:M:324:LEU:O 2.38 0.54
21:N:67:LYS:HA 21:N:97:PHE:CE1 2.42 0.54
21:N:302:PHE:HE1 21:N:872: THR:N 2.06 0.54
22:0:44:SER:H 22:0:47:-LYS:HE3 1.73 0.54
24:QQ:380:MET:SD 24:QQ:382:LEU:HD23 2.47 0.54
24:Q:418:GLN:HA 24:QQ:421:LYS:NZ 2.22 0.54
25:R:40:ILE:HA 25:R:43:ARG:HH11 1.72 0.54
25:R:170:VAL:O 25:R:174:ILE:HG12 2.07 0.54
25:R:350:LEU:HB3 25:R:386:GLY:O 2.08 0.54
25:R:410:LEU:O 25:R:413:LYS:N 2.41 0.54
26:S:134:1ILE:O 26:S:138:MET:N 2.32 0.54
28:U:73:1ILE:HA 28:U:76:MET:HB3 1.90 0.54
33:7:201:LEU:HD22 33:7:232:LYS:HZ1 1.73 0.54
33:7:398:LYS:HG3 33:7:402:ASP:0OD2 2.08 0.54
33:Z:790:MET:HG2 33:72:826:ARG:O 2.08 0.54
8:a:27:GLN:OE1 14:g:15:PHE:N 2.29 0.54
8:a:186:PHE:HD1 8:a:191:ILE:O 1.91 0.54
8:a4:200:GLU:HG3 8:a:244:ARG:NH2 2.23 0.54
8:a:219:SER:H 8:a:222:ASP:CG 2.14 0.54
11:d:15:GLY:HA3 12:€:29:GLU:HB2 1.88 0.54
13:£:110:HIS:HB3 14:2:86:ARG:NH2 2.22 0.54
13:f:137:TYR:CE2 13:£:218:LYS:HA 2.43 0.54
7:1:119: THR:HG21 7:1:175:MET:HB2 1.89 0.54
7:1:282:PHE:O 7:1:285:VAL:N 2.39 0.54
1:1:95:HIS:O 1:1:100:ASP:N 2.30 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
3:3:22:1LE:HD11 3:3:146:ALA:HB3 1.90 0.54
4:4:175:LEU:HA 4:4:179:GLU:OE1 2.06 0.54
7:7:103:SER:HB2 1:8:156:ARG:HH22 1.72 0.54
8:A:186:PHE:HD1 8:A:191:ILE:O 1.91 0.54
10:C:198:SER:HA 10:C:206:LEU:HB2 1.90 0.54
14:G:194:LYS:HB3 14:G:242:PHE:CD2 2.42 0.54
16:1:274:ILE:HG12 16:1:307:PHE:O 2.08 0.54
16:1:403: ASN:HB2 16:1:406: THR:OG1 2.08 0.54
17:J:81:ASP:CG 17:J:83:LYS:H 2.15 0.54
17:J:159:GLU:HB3 17:J:314:ILE:HG21 1.89 0.54
17:J:283:GLU:H 17:J:283:GLU:CD 2.15 0.54
18:K:158:ILE:O 18:K:159:SER:OG 2.22 0.54
18:K:161:MET:HE2 18:K:257:VAL:HG22 1.89 0.54
18:K:343:LEU:O 18:K:345:ASP:N 2.41 0.54
21:N:15:GLU:CD 27:T:84:GLN:HE22 2.16 0.54
22:0:200:GLU:HB3 22:0:201:PRO:HD3 1.90 0.54
24:Q:129:LYS:NZ 9:b:184:GLU:HB3 2.21 0.54
28:U:110:PHE:O 28:U:113:TYR:N 2.38 0.54
29:V:155:ALA:O 29:V:199:LEU:N 2.36 0.54
30:W:6: THR:HG23 30:W:109:ARG:HG2 1.90 0.54
30:W:20:ASP:0OD2 30:W:25:ARG:NH1 2.41 0.54
31:X:85:ARG:H 31:X:116:ALA:HB3 1.73 0.54
33:7Z:241: THR.:C 33:72:242:PHE:CG 2.85 0.54
33:72:483: THR:0G1 33:72:519:PRO:O 2.24 0.54
33:7:544:THR:O 33:7:548:ASP:N 2.41 0.54
33:7:914:LEU:HB3 33:7:980:VAL:HG13 1.88 0.54
9:b:200:VAL:HG21 9:b:204:PHE:CD1 2.43 0.54
10:¢:96:GLN:NE2 5:j:72:ASN:HB2 2.23 0.54
11:d:33:ALA:O 11:d:164:ILE:N 2.26 0.54
11:d:79:ASN:O 11:d:82:SER:OG 2.26 0.54
11:d:103:PRO:HG2 11:d:140:PRO:HG3 1.90 0.54
11:d:160:SER:HB3 11:d:179:TYR:CE2 2.43 0.54
14:g:158:TRP:HB2 14:¢:160: TYR:CZ 2.43 0.54
4:1:70:ILE:HD12 4:1:103:PRO:HB2 1.90 0.54
4:1:80:ASP:O 4:1:84:VAL:HG12 2.08 0.54
4:1:175:LEU:HA 4:1:179:GLU:OE1 2.06 0.54
1:1:46: THR:HG21 1:1:58:TYR:CD1 2.42 0.54
2:2:51:ASN:O 2:2:235:LYS:HG2 2.06 0.54
2:2:185:ASN:HB3 2:2:189:ARG:NE 2.23 0.54
4:4:189:GLN:HA 4:4:192:1LE:HB 1.89 0.54
6:6:81:SER:HB2 6:6:125:LYS:HD2 1.89 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
7:7:265:ASN:OD1 7:7:266:HIS:N 2.40 0.54
S:A:77:ARG:NH2 8:A:232:LYS:HD2 2.23 0.54
8:A:199:TRP:HA 8:A:202:VAL:HB 1.88 0.54
9:B:150:VAL:HG22 9:B:156:TYR:HB3 1.90 0.54
13:F:71:GLY:HA3 13:F:222:PHE:CE2 2.43 0.54
15:H:148:ASN:O 15:H:154:LYS:HG3 2.08 0.54
16:1:396:-MET:HG3 16:1:423:CYS:HB3 1.90 0.54
17:J:135:SER:OG 17:J:137:MET:HG2 2.07 0.54
19:1:285:ALA:HB2 20:M:303:ARG:HB2 1.90 0.54
19:L:370:LYS:HE2 19:L:410:ILE:HG13 1.89 0.54
21:N:76:GLU:HG2 21:N:108:MET:HES3 1.90 0.54
21:N:124:TYR:HB2 21:N:162:ARG:NH1 2.22 0.54
21:N:391:PRO:HG3 21:N:405:LEU:HD21 1.90 0.54
21:N:650:ASP:HA 21:N:653:ARG:HG2 1.90 0.54
23:P:245:TYR:CE1 23:P:261:LEU:HB2 2.43 0.54
23:P:323:ASN:OD1 23:P:334:ASN:HB3 2.06 0.54
25:R:75:GLY:HA3 25:R:92:ILE:HD13 1.89 0.54
25:R:346:LYS:O 25:R:389:GLU:HA 2.08 0.54
26:S:6:VAL:HG12 26:S:10:VAL:HG23 1.90 0.54
26:S:160:ARG:HH22 26:S:206:GLN:HB3 1.72 0.54
27:T:262:LYS:O 27:T:266: TYR:N 2.38 0.54
28:U:37:ILE:HG12 28:U:92:TRP:N 2.23 0.54
28:U:102:SER:HA 28:U:105:LYS:NZ 2.23 0.54
29:V:95:LEU:HB3 29:V:100:ARG:HB3 1.90 0.54
30:W:18:ASN:HD22 30:W:19:GLY:N 2.06 0.54
30:W:52:ILE:HD12 30:W:90:ALA:HB1 1.89 0.54
33:7:236:PHE:CD2 33:7:237:VAL:HG23 2.43 0.54
33:7:346:LEU:C 33:7:352:LYS:HZ3 2.16 0.54
33:7:358:TYR.:C 33:7:360:SER:N 2.64 0.54
33:7:536:GLY:N 33:72:573:LEU:O 2.40 0.54
33:7:593:HIS:H 33:72:596: THR:HG21 1.71 0.54
33:7:853:GLY:O 33:7:857:LEU:N 2.40 0.54
9:b:94:HIS:HA 9:b:98:LYS:HB3 1.89 0.54
9:b:111:VAL:HG21 9:b:148:TYR:HD2 1.72 0.54
13:£:228:GLU:OE1 13:£:228:GLU:N 2.29 0.54
6:k:9:VAL:HB 6:k:152:MET:O 2.08 0.54
2:2:117:GLU:HB3 13:£:139:LYS:HB3 1.88 0.54
6:6:29:LYS:HE2 6:6:32:ASP:HA 1.90 0.54
6:6:60:ILE:HG23 6:6:83:PHE:HE2 1.73 0.54
6:6:137:GLY:HA2 6:6:140: THR:OG1 2.07 0.54
1:8:213:ARG:CZ 4:1:58:LYS:HG3 2.38 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
2:9:89:ASP:HB3 2:9:92:ASP:HB2 1.90 0.54
9:B:77:GLY:HA3 9:B:132:VAL:HG12 1.89 0.54
11:D:48:ARG:N 11:D:209:ASN:O 2.32 0.54
14:G:158: TRP:HB2 14:G:160:TYR:CZ 2.43 0.54
15:H:101:ARG:NH2 16:1:151: THR:O 2.40 0.54
15:H:144:LYS:NZ 15:H:155:PHE:HE?2 2.05 0.54
15:H:145:TYR:N 20:M:75:LEU:O 2.41 0.54
15:H:238:LEU:HD11 20:M:403:LEU:HB2 1.89 0.54
17:J:32:LEU:HD21 26:S:173:LEU:HD22 1.89 0.54
17:J:129:LYS:CE 17:J:129:LYS:CA 2.86 0.54
17:J:275:LEU:O 17:J:279:LEU:N 2.33 0.54
18:K:67:-TYR:HE2 21:N:608:LEU:HD12 1.73 0.54
19:L:245:PHE:CZ 19:L:281:ASP:HB2 2.43 0.54
19:L:263:ILE:HA 19:L:266:MET:HE3 1.89 0.54
20:M:72:ASN:HB3 20:M:73:ARG:HG3 1.88 0.54
21:N:6:ALA:N 21:N:38:GLU:OE1 2.35 0.54
21:N:7:ALA:HA 21:N:10:LEU:HD12 1.90 0.54
21:N:583:VAL:O 21:N:587:ALA:N 2.22 0.54
22:0:185:PHE:O 22:0:189:TYR:HB3 2.08 0.54
22:0:185:PHE:O 22:0:189:TYR:N 2.40 0.54
22:0:244:ASN:HB3 22:0:245:ASP:0OD1 2.07 0.54
23:P:107:SER:O 23:P:108:LYS:CG 2.55 0.54
23:P:141:LYS:HD3 23:P:179:PHE:CE1 2.42 0.54
23:P:432:LEU:O 23:P:435:LYS:HB3 2.07 0.54
25:R:25:GLU:HB3 25:R:29:LYS:HE3 1.90 0.54
25:R:62:TYR:HE1 25:R:65:TYR:HD2 1.53 0.54
25:R:97:GLU:HA 25:R:100:ASN:HD22 1.73 0.54
25:R:141:TYR:CE2 25:R:149:ASN:HB2 2.43 0.54
25:R:335:ARG:O 25:R:338:TYR:N 2.35 0.54
26:S5:199:GLU:CA 26:S:200:GLU:CB 2.86 0.54
26:S:405:ARG:O 26:S:409:LEU:N 2.41 0.54
26:S:458:GLN:HE22 28:U:270:ASN:CA 2.21 0.54
28:U:195:LYS:HE3 29:V:230:TYR:N 2.23 0.54
29:V:244:-MET:HA 29:V:247:ILE:HG23 1.90 0.54
31:X:15:CYS:SG 31:X:16:GLU:N 2.80 0.54
31:X:103:GLU:HB3 31:X:105:ASN:ND2 2.23 0.54
33:7:165:TYR:HD1 33:7:200: THR:HB 1.72 0.54
33:72:287:ARG:C 33:7:289:GLY:N 2.63 0.54
33:7:358: TYR:O 33:7:362:LEU:N 2.29 0.54
10:¢:79:GLY:HA3 10:¢:133:VAL:HA 1.88 0.54
11:d:37:LYS:HA 11:d:42:VAL:HA 1.90 0.54
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12:e:35:SER:HA 12:¢:53:ARG:CZ 2.37 0.54
12:e:52:LYS:HG3 12:€:215:ASN:O 2.08 0.54
13:f:186:PRO:HA 13:£:189:LEU:HD12 1.88 0.54
5:3:50:PHE:CZ 5:3:195:VAL:HG21 2.43 0.54
5:3:135:ASP:CG 5:j:136:PHE:H 2.16 0.54
7:1:265:ASN:OD1 7:1:266:HIS:N 2.40 0.54
1:1:205:ASP:O 1:1:208:THR:0G1 2.26 0.54
2:2:89:ASP:HB3 2:2:92:ASP:HB2 1.90 0.54
6:6:158:LEU:HD13 6:6:198:GLN:HE22 1.72 0.54
7:7:82:ARG:HG2 7:7:221: TRP:HZ3 1.72 0.54
7:7:127:CYS:SG 7:7:172:-MET:HE3 2.48 0.54
7:7:188:TYR:CE1 7:7:198:LYS:HB2 2.42 0.54
7:7:210:PHE:CE1 7:7:242:ARG:HG2 2.42 0.54
10:C:197:LEU:O 10:C:201: THR:OG1 2.23 0.54
15:H:261:ARG:CZ 15:H:273:ARG:HH11 2.20 0.54
15:H:367:ARG:NH2 15:H:370:ARG:HD2 2.22 0.54
15:H:397:SER:O 15:H:437:VAL:HA 2.08 0.54
15:H:419:LEU:O 15:H:422:VAL:HB 2.07 0.54
21:N:69:TYR:HE2 21:N:81:TYR:CD2 2.25 0.54
21:N:587:ALA:O 21:N:591:LEU:HG 2.08 0.54
22:0:256:ASN:O 22:0:260:VAL:N 2.33 0.54
22:0:358:1LE:HG12 22:0:359:SER:H 1.73 0.54
23:P:184:MET:HE1 23:P:220: TYR:CE1 2.42 0.54
23:P:207: THR:HG21 23:P:217:LYS:N 2.23 0.54
23:P:292:LYS:HD2 23:P:295:SER:OG 2.08 0.54
23:P:300:VAL:HA 23:P:303:PHE:CD2 2.42 0.54
25:R:200:LYS:O 25:R:203:ASP:CA 2.56 0.54
25:R:353:MET:HA 25:R:357:PHE:CE2 2.43 0.54
26:S:181:ALA:O 26:S:184: TRP:HB2 2.07 0.54
26:S5:269:GLU:O 26:S:272: TYR:HB3 2.08 0.54
27:T:148:LEU:O 27:T:152:LEU:N 2.28 0.54
27:T:221:ALA:O 27:T:226: TRP:N 2.41 0.54
28:U:141:GLU:HA 28:U:152:LYS:C 2.32 0.54
33:7:250:VAL:O 33:7:253:VAL:N 2.38 0.54
33:7:490:1LE:HG23 33:7:526:ALA:HA 1.89 0.54
33:7:510:LEU:HD12 33:7:549:ASN:HD21 1.72 0.54
10:¢:38:ILE:HG23 10:¢:162:ALA:HB2 1.90 0.54
10:¢:85:GLU:HA 10:¢:88:ILE:HD12 1.90 0.54
12:e:72:ARG:HG2 12::227:GLY:HA3 1.89 0.54
3:h:23:MET:HE2 3:h:174:ILE:HG12 1.90 0.54
7:1:256: THR:0G1 7:1:258:ASP:HB2 2.08 0.54
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9:B:109:LEU:O 9:B:113:GLU:N 2.28 0.54
11:D:7:ALA:N 12:E:125:GLU:OE2 2.28 0.54
14:G:120:VAL:HA 14:G:132:PHE:CE2 2.43 0.54
16:1:153:PRO:HB2 16:1:155:TYR:CE1 2.43 0.54
16:1:188:GLN:HA 16:1:189:ASP:CG 2.31 0.54
16:1:252:PRO:HA 16:1:256:LYS:HB2 1.90 0.54
16:1:381:ASP:N 16:1:384: THR:OG1 2.40 0.54
17:J:241:ALA:HA 17:J:242:PRO:C 2.32 0.54
19:1:370:LYS:HG2 19:L:410:ILE:HB 1.90 0.54
19:L:416:-MET:HA 19:1:419:VAL:HG23 1.90 0.54
22:0:57:LEU:C 22:0:59:LEU:N 2.65 0.54
22:0:228:TYR:CD2 | 22:0:287:LEU:HD23 2.42 0.54
22:0:242:1LE:HG13 22:0:243:VAL:N 2.23 0.54
23:P:125:VAL:O 23:P:139:VAL:HB 2.08 0.54
23:P:221:TYR:CE1 23:P:244:1LE:HB 2.43 0.54
23:P:258:LYS:NZ 23:P:290:LEU:HD11 2.22 0.54
24:Q:74:LEU:HD12 24:Q:77:PHE:HB3 1.90 0.54
24:Q:416:VAL:HA 24:Q:419:LEU:HD12 1.90 0.54
25:R:200:LYS:HE2 25:R:202:GLY:H 1.72 0.54
25:R:352:SER:O 25:R:356:ALA:HB3 2.08 0.54
26:S:458:GLN:HA 26:S:461:PHE:HD2 1.73 0.54
27:T:261:GLU:CD 29:V:292:ILE:HG23 2.32 0.54
28:U:84:ASN:HB3 28:U:87:GLU:OE2 2.08 0.54
33:7:487:SER:CA 33:72:522: THR:HG21 2.37 0.54
33:7:537:THR:N 33:72:573:LEU:O 2.36 0.54
33:7:605:SER:HA 33:7:878:LEU:HD11 0.63 0.54
6:k:137:GLY:HA2 6:k:140: THR:OG1 2.08 0.54
1:1:175:PHE:CD2 1:1:191:LEU:HD23 2.43 0.53
4:4:70:ILE:HD12 4:4:103:PRO:HB2 1.90 0.53
4:4:247:VAL:N 5:5:195:VAL:O 2.37 0.53
5:5:74:TYR:CD2 5:5:78:GLU:HG3 2.43 0.53
2:9:186:PRO:O 2:9:190:LYS:N 2.29 0.53
9:B:187:ASP:O 9:B:191:ILE:N 2.27 0.53
11:D:26:ALA:HA 11:D:29:ARG:HB3 1.89 0.53
11:D:240:LYS:O 11:D:243:GLN:HG2 2.08 0.53
13:F:36:VAL:N 13:F:47:VAL:O 2.27 0.53
13:F:171:TYR:O 13:F:175:THR:N 2.41 0.53
17:J:130:ALA:CA 17:J:131:ASP:CB 2.86 0.53
17:J:368: TYR:CE2 17:J:384:LEU:HB2 2.43 0.53
18:K:91:SER:HB2 29:V:148:LYS:HZ2 1.73 0.53
18:K:126:LEU:HD22 18:K:130:LEU:CB 2.38 0.53

Continued on next page...




Page 211

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
18:K:158:ILE:N 18:K:244:HIS:CE1 2.76 0.53
18:K:217:THR:HA 18:K:381:ALA:HB2 1.90 0.53
18:K:238:ASN:ND2 18:K:241:GLU:OE2 2.41 0.53
20:M:24:ASN:O 20:M:28:GLN:HG3 2.07 0.53
20:M:402:ALA:O 20:M:407:GLN:N 2.41 0.53
21:N:414:GLY:H 21:N:453:ALA:HA 1.73 0.53
21:N:515:ARG:HD3 21:N:738:GLN:NE2 2.23 0.53
21:N:768:ILE:O 21:N:917:ILE:HB 2.08 0.53
22:0:137:TYR:HH 22:0:149:LEU:HB2 1.72 0.53
22:0:137:TYR:OH 22:0:149:LEU:HB2 2.08 0.53
22:0:140:LYS:HG2 22:0:181:PHE:CD2 2.43 0.53
22:0:175:ASN:O 22:0:178:TYR:HB3 2.08 0.53
23:P:221:TYR:O 23:P:225:VAL:HG23 2.07 0.53
23:P:260:VAL:O 23:P:264:ILE:HG13 2.08 0.53
23:P:298:SER:O 23:P:302:LEU:HG 2.08 0.53
25:R:134:TRP:O 25:R:138:GLY:N 2.36 0.53
25:R:371:PHE:O 25:R:377:LEU:CB 2.56 0.53
26:S:156: VAL:HA 26:S:159:ASN:ND2 2.23 0.53
27:T:110:LEU:HD23 | 27:T:113:LEU:HD12 1.89 0.53
28:U:64:ASP:HA 28:U:105:LYS:HE3 1.90 0.53
31:X:29:VAL:O 31:X:29:VAL:HG23 2.08 0.53
33:7:527:SER:O 33:7:531:ALA:N 2.38 0.53
33:7Z:585:LEU:HG 33:7:603:VAL:HG21 1.85 0.53
9:b:26:THR:O 9:b:30:GLN:HG2 2.08 0.53
10:¢:177:GLN:HE21 11:d:53:LYS:HE3 1.73 0.53
11:d:26:ALA:HA 11:d:29:ARG:HB3 1.89 0.53
11:d:240:LYS:O 11:d:243:GLN:HG2 2.08 0.53
6:k:20:ALA:O 6:k:34:LYS:NZ 2.41 0.53
3:3:23:MET:HE2 3:3:174:1LE:HG12 1.90 0.53
3:3:89: TYR:HH 14:G:115:ARG:HE 1.48 0.53
4:4:121:GLY:HA3 4:4:145:HIS:CE1 2.44 0.53
8:A:44:ALA:N 8:A:169:THR:O 2.33 0.53
8:A:70:SER:OG 8:A:224:GLU:OE2 2.17 0.53
9:B:67:LEU:H 9:B:72:GLY:HA2 1.71 0.53
13:F:80:ASP:O 13:F:84:LEU:HG 2.08 0.53
13:F:157:TYR:OH 14:G:61:PRO:HD2 2.09 0.53
15:H:368:PRO:C 15:H:370:ARG:H 2.16 0.53
16:1:208: TYR:HB2 16:1:218:ILE:HD13 1.90 0.53
16:1:281:GLN:OFE1 16:1:290:LEU:HD11 2.08 0.53
17:J:139:VAL:HG13 17:J:211:1ILE:HG12 1.90 0.53
17:J:316:PHE:CD2 17:J:317:PRO:N 2.76 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
19:1:102:GLY:O 19:1:103:GLN:NE2 2.41 0.53
19:L:268:ALA:HA 19:L:271:LYS:HB3 1.90 0.53
19:L:371: THR:O 19:1L:374:PHE:HB3 2.09 0.53
20:M:26:SER:OG 20:M:27:-THR:N 2.40 0.53
22:0:133:ILE:HG21 22:0:153:LEU:HB2 1.90 0.53
22:0:242:ILE:HB 22:0:248:TYR:CD1 2.44 0.53
23:P:418:ASN:O 23:P:421:GLU:HB2 2.08 0.53
24:Q:390:LEU:CD2 | 24:Q:397:LEU:HD11 2.24 0.53
28:U:18:ALA:O 28:U:21:HIS:HB2 2.08 0.53
28:U:270:ASN:HA 28:U:273:LEU:HB2 1.90 0.53
29:V:122:ASP:0O 29:V:125:THR:HB 2.08 0.53
30:W:2:VAL:C 30:W:44:ASN:HD22 2.16 0.53
33:7:170:GLU:HA 33:7:226:GLU:HB3 1.90 0.53
33:7:216:GLY:CA 33:72:217:GLU:CB 2.86 0.53
33:7:353:VAL:HG12 33:7:357:1ILE:HG13 1.88 0.53
33:7Z:854:LEU:HA 33:7:857:LEU:HB2 1.90 0.53
33:7:895:LEU:HD12 33:7Z:896:LYS:N 2.23 0.53
8:a:178:ILE:HD11 8:a:214:LEU:HD21 1.90 0.53
10:¢:124:GLN:HG3 11:d:127:ARG:HG3 1.89 0.53
10:¢c:157:TYR:HE1 11:d:83:ARG:HD3 1.72 0.53
14:g:21:ASN:O 14:g:25:GLU:HG3 2.09 0.53
14:¢:120:VAL:HA 14:¢:132:PHE:CE2 2.43 0.53
4:1:38:ASN:ND2 4:1:176: THR:HA 2.24 0.53
6:k:163:LEU:HA 6:k:166:GLN:OE1 2.09 0.53
7:1:250:VAL:O 7:1:265:ASN:HA 2.09 0.53
1:1:213:ARG:HA 4:4:55:VAL:HB 1.90 0.53
5:5:49:VAL:C 5:5:50:PHE:HD1 2.16 0.53
6:6:79:ALA:HB2 10:C:104:GLU:CD 2.32 0.53
7:7:97:ALA:HB3 7:7:100: TRP:HD1 1.74 0.53
1:8:197:GLU:H 1:8:197:GLU:CD 2.16 0.53
8:A:20:SER:HB3 8:A:26:TYR:CE2 2.44 0.53
13:F:137:TYR:CE2 13:F:218:LYS:HA 2.43 0.53
15:H:150:LYS:NZ 15:H:152:ILE:HB 2.24 0.53
15:H:169:GLU:C 15:H:174:VAL:HG22 2.32 0.53
15:H:321:ASP:0OD2 15:H:330:GLN:HG2 2.09 0.53
17:J:138:MET:SD 18:K:330:ARG:NH2 2.81 0.53
17:J:145:SER:O 17:J:201:ALA:HA 2.07 0.53
17:J:225:GLU:HG2 18:K:282:PHE:O 2.08 0.53
18:K:157:SER:HA 18:K:158:ILE:HB 1.91 0.53
19:L:132:ARG:NH1 19:L:156:MET:HA 2.23 0.53
19:L:133:ASN:ND2 29:V:43:ALA:O 2.42 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
19:L:147: THR:O 19:L:156:-MET:N 2.38 0.53
19:1L:220:LEU:HD22 19:L:349:ILE:HD11 1.89 0.53
19:L:259:SER:OG 19:L:303:ARG:CZ 2.49 0.53
19:L:278:ILE:HB 19:1:323:ILE:HA 1.91 0.53
20:M:36:LEU:HD23 20:M:70:LYS:HD2 1.90 0.53
20:M:77:TYR:CG 20:M:147:GLY:HA2 2.43 0.53
20:M:373:ASP:HB2 20:M:411:LYS:HB2 1.91 0.53
20:M:375:ASN:OD1 20:M:377:GLN:HG2 2.09 0.53
20:M:417:GLU:HG2 13:£:202: ARG:HH22 1.72 0.53
21:N:299:TYR:CE2 21:N:303:LEU:HD11 2.43 0.53
22:0:99:LEU:HD12 22:0:132:GLU:HA 1.89 0.53
22:0:225:ASP:CA 22:0:226:LYS:HB2 2.37 0.53
23:P:146:ILE:HG22 23:P:150:GLU:HG3 1.90 0.53
23:P:207:- THR:HG23 23:P:216:LEU:HB2 1.90 0.53
23:P:259:PRO:HA 23:P:262:SER:HB2 1.90 0.53
25:R:359:VAL:HA 32:Y:82:ASP:HB3 1.90 0.53
26:S:200:GLU:CB 26:S:201:ILE:CB 2.85 0.53
26:S:258:GLU:OE1 26:S:258:GLU:N 2.39 0.53
26:S:306:SER:HA 26:5:310:LEU:CB 2.39 0.53
26:S:360:PHE:CE2 26:S:384:ARG:HG2 2.43 0.53
26:S:376: THR:HA 26:S:378:GLN:HE22 1.72 0.53
26:S:457:PRO:HG2 26:S:458:GLN:HG3 1.91 0.53
27:T:32:ILE:HA 27:T:35:ILE:HD12 1.91 0.53
28:U:33:CYS:O 28:U:95:SER:N 2.42 0.53
31:X:47:ASP:HA 31:X:66:LEU:O 2.08 0.53
33:72:568:LEU:CD2 33:7:602:LEU:CD1 2.70 0.53
33:7:881:ILE:O 33:7:884:THR:0G1 2.17 0.53
33:7:914:LEU:HA 33:7:960:GLY:HA2 1.88 0.53
33:7:986:ASN:O 33:7:989: TYR:N 2.41 0.53
10:¢:15:PRO:HA 11:d:22:TYR:CZ 2.42 0.53
11:d:121: THR:OG1 11:d:122:GLN:N 2.39 0.53
13:£:121: GLN:NE2 14:¢:130:ARG:O 2.39 0.53
14:g:52:LYS:N 14:¢:213:GLU:O 2.29 0.53
3:h:36:ASP:0D2 3:h:188:SER:HA 2.08 0.53
5:j:74:'TYR:CD2 5:3:78:GLU:HG3 2.43 0.53
1:1:71:MET:HE2 1:1:84:VAL:HG22 1.91 0.53
2:2:127:GLU:HG2 13:£:100:ASN:N 2.23 0.53
4:4:32:ILE:HG13 4:4:128:1LE:HD12 1.90 0.53
4:4:80:ASP:O 4:4:84:VAL:HG12 2.08 0.53
4:4:178:GLU:OE1 4:4:178:GLU:N 2.25 0.53
5:5:13:VAL:HG23 5:5:138:VAL:HG12 1.89 0.53
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5:5:15:MET:HA 5:5:136:PHE:HA 1.91 0.53
7:7:250:VAL:O 7:7:265:ASN:HA 2.09 0.53
8:A:45:VAL:HG12 8:A:168:ALA:HB1 1.91 0.53
10:C:85:GLU:HA 10:C:88:ILE:HD12 1.90 0.53
16:1:281:GLN:CG 17:J:223:ILE:C 2.80 0.53
16:1:286:ASP:O 16:1:290:LEU:HG 2.09 0.53
17:J:129:LYS:HE2 17:J:129:LYS:N 2.20 0.53
18:K:66:ASP:HA 18:K:69:LYS:NZ 2.24 0.53
19:L:371: THR:HG23 19:L:409:HIS:CD2 2.43 0.53
20:M:27:THR:HA 20:M:30:LEU:HB2 1.88 0.53
20:M:115:LYS:O 20:M:131:MET:HG3 2.08 0.53
22:0:284:GLU:HA 22:0:287:LEU:HB2 1.90 0.53
23:P:249:ALA:HB2 23:P:257:TRP:CE2 2.43 0.53
24:QQ:409:TYR:CD2 25:R:399:GLN:O 2.61 0.53
25:R:98:LEU:O 25:R:102:LEU:N 2.22 0.53
26:S:164:1LE:HB 26:S:165:PRO:HD3 1.90 0.53
26:S5:199:GLU:O 26:S:203:SER:HA 2.08 0.53
26:S:230:LYS:0O 26:S:233:LEU:HB2 2.08 0.53
26:S:28%: THR:HA 26:5:291:GLU:HB2 1.90 0.53
27:T:30:ILE:HG21 27:T:61:1ILE:HD13 1.89 0.53
29:V:50:MET:HG3 29:V:109:HIS:HE1 1.74 0.53
31:X:9:LYS:HA 31:X:34:GLU:HB3 1.90 0.53
33:7:253:VAL:O 33:7:261:ASP:HB2 2.08 0.53
9:b:32:VAL:HA 9:b:166:LYS:HZ1 1.74 0.53
10:¢:103:ASN:HD22 6:k:82:SER:HB3 1.72 0.53
11:d:31:THR:HB 11:d:47:GLU:HG3 1.88 0.53
3:h:27.:PHE:CE1 3:h:32:ILE:HG13 2.44 0.53
3:h:51:ASP:OD1 3:h:53:LEU:N 2.38 0.53
3:h:194:MET:N 3:h:205:LEU:O 2.27 0.53
4:1:32:1LE:HG13 4:1:128:ILE:HD12 1.91 0.53
4:1:219:TYR:CD2 4:1:220:LEU:HG 2.43 0.53
5::112:ILE:HG12 5:j:119:PRO:HA 1.89 0.53
5:3:161:GLU:O 5:3:165:GLU:N 2.27 0.53
1:1:21:PHE:CD1 2:2:142:PRO:HG3 2.44 0.53
1:1:110:ARG:O 1:1:114:HIS:ND1 2.42 0.53
2:2:77:PRO:HB3 2:2:239:LEU:HD11 1.91 0.53
3:3:214:GLN:N 3:3:214:GLN:OE1 2.42 0.53
5:5:29:LEU:N 5:5:37:SER:O 2.42 0.53
5:5:135:ASP:CG 5:5:136:PHE:H 2.16 0.53
5:5:204:GLN:O 7:1:241:HIS:ND1 2.40 0.53
6:6:9:VAL:HB 6:6:152:MET:O 2.08 0.53
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1:8:142:TYR:HB3 1:8:144:PHE:CE1 2.44 0.53
2:9:231:ALA:HA 2:9:241:PHE:HA 1.89 0.53
10:C:124:GLN:HG3 11:D:127:ARG:CG 2.38 0.53
11:D:160:SER:HB3 11:D:179:TYR:CE2 2.43 0.53
14:G:21:ASN:O 14:G:25:GLU:HG3 2.09 0.53
15:H:278:GLU:HA 16:1:292: ARG:HH12 1.73 0.53
15:H:333:MET:O 15:H:337:ILE:N 2.23 0.53
15:H:376:GLU:HG2 15:H:377:PHE:N 2.22 0.53
15:H:402:1LE:HB 15:H:440:GLU:OE1 2.09 0.53
16:1:211:ILE:HD12 16:1:214:LEU:HD12 1.91 0.53
17:J:268:VAL:O 17:J:272:MET:HG2 2.07 0.53
18:K:178:ASP:HA 18:K:181:LYS:HE3 1.91 0.53
19:L:147:THR:HB 19:L:157:ARG:N 2.24 0.53
20:M:413:GLU:O 20:M:417:GLU:HG3 2.08 0.53
21:N:718:GLU:OE1 21:N:725:LEU:N 2.42 0.53
21:N:769:PRO:HG3 21:N:890:PHE:CD2 2.43 0.53
22:0:267:ASP:HA 22:0:270:ILE:HG23 1.90 0.53
22:0:342:ASP:HB3 22:0:347:LEU:HB2 1.91 0.53
23:P:419:VAL:CG1 29:V:238:LEU:HA 2.39 0.53
23:P:432:LEU:C 23:P:436:GLU:HG3 2.34 0.53
25:R:222:ARG:HA 25:R:224:PHE:CZ 2.44 0.53
25:R:247:GLU:HA 25:R:279:LEU:HD21 1.91 0.53
26:S:144:LEU:HB3 26:S:152:LEU:HD22 1.91 0.53
26:S5:199:GLU:HA 26:S:200:GLU:CB 2.38 0.53
26:S:343:LEU:HA 26:S:346: TYR:HB3 1.89 0.53
26:5:455:GLU:HG2 26:5:459:GLN:HE21 1.73 0.53
27:T:126:LEU:O 27:T:129:LEU:HB3 2.09 0.53
27:T:202:LEU:N 27:T:231:SER:O 2.29 0.53
28:U:7:LYS:O 28:U:45:THR:HA 2.08 0.53
31:X:85:ARG:HD3 31:X:117:LYS:O 2.09 0.53
33:72:275:GLN:CB 33:7:278:LEU:HB2 2.36 0.53
33:7:288:LEU:C 33:7:290:GLU:N 2.65 0.53
33:7:345:GLU:O 33:7:349: THR:N 2.39 0.53
8:a:74:CYS:HA 8:a:80:GLY:HA2 1.90 0.53
8:a:219:SER:N 8:a:222:ASP:0D2 2.28 0.53
10:¢:96:GLN:NE2 5:j:69:TYR:O 2.38 0.53
13:£:6: TYR:CD1 13:f:15:PRO:HD3 2.44 0.53
14:¢:85:GLY:O 14:¢:89:VAL:N 2.29 0.53
14:2:200:ILE:O 14:¢:204:HIS:N 2.37 0.53
2:2:68:ARG:NH1 3:h:133:PRO:HB3 2.23 0.53
3:3:172:ASP:0O 3:3:176:HIS:ND1 2.32 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
5:5:53:ILE:HB 5:5:60:VAL:HG13 1.91 0.53
7:7:256: THR:OG1 7:7:258:ASP:HB2 2.08 0.53
1:8:175:PHE:CD2 1:8:191:LEU:HD23 2.43 0.53
8:A:130:GLN:HG3 9:B:128:ARG:CG 2.39 0.53
9:B:23:TYR:O 9:B:26: THR:HB 2.08 0.53
9:B:26: THR:O 9:B:30:GLN:HG2 2.08 0.53
9:B:173: THR:HG22 9:B:177:LYS:NZ 2.24 0.53
15:H:292:ARG:CZ 20:M:250:GLN:HG2 2.38 0.53
16:1:244:LYS:HE2 16:1:370:ARG:CB 2.39 0.53
16:1:274:ILE:HD11 16:1:308:ILE:HG12 1.91 0.53
17:J:202:VAL:O 17:J:206: THR:HG23 2.08 0.53
17:J:373:ARG:O 17:J:374:ARG:NH1 2.33 0.53
17:J:384:LEU:HD21 | 24:Q:199:THR:HG22 1.91 0.53
19:L:105:ILE:HB 20:M:126: THR:HG1 1.72 0.53
19:L:224:PRO:HG2 | 20:M:342:ARG:HH12 1.73 0.53
19:1:274:GLU:HB2 19:1:320:GLN:HB2 1.90 0.53
21:N:352:ASN:CB 21:N:355: TRP:HB2 2.38 0.53
22:0:130:ASP:CB 22:0:153:LEU:HD11 2.38 0.53
22:0:306:ARG:HD2 22:0:350:ILE:C 2.34 0.53
23:P:130:ILE:HG12 23:P:132:VAL:HG23 1.91 0.53
23:P:170:SER:HB3 23:P:173:MET:HG2 1.89 0.53
23:P:207:THR:O 23:P:210:ASN:HB2 2.07 0.53
24:Q:126:LYS:HE2 24:Q:134:LYS:HZ2 1.74 0.53
24:Q:382:LEU:HD13 | 24:QQ:402:THR:HG21 1.90 0.53
24:Q:387:TYR:CZ 24:Q:399:VAL:HA 2.44 0.53
25:R:200:LYS:HD2 25:R:200:LYS:O 2.09 0.53
25:R:372:ILE:CA 25:R:377:LEU:CD1 2.55 0.53
26:S:232:MET:N 26:S:259: TYR:OH 2.41 0.53
26:S:338:MET:HG3 26:S:343:LEU:H 1.72 0.53
28:U:292:ILE:HG12 28:U:295:LYS:HE2 1.90 0.53
30:W:162:ASN:ND2 30:W:169:SER:O 2.42 0.53
33:7:244:ARG:HE 33:7:248: TYR:HE?2 1.57 0.53
11:d:227:GLU:H 11:d:227:GLU:CD 2.15 0.53
13:£:80:ASP:O 13:£:84:LEU-HG 2.08 0.53
4:1:121:GLY:HA3 4:1:145:HIS:CE1 2.44 0.53
5:j:142:ALA:HB2 5:j:178:ASP:HB2 1.91 0.53
6:k:67:- TYR:CE2 6:k:75:LEU:HD21 2.44 0.53
4:4:126:TYR:HD1 4:4:143:HIS:HA 1.73 0.53
4:4:204:VAL:O 4:4:216:LEU:N 2.22 0.53
5:5:111:GLY:O 5:5:120:PHE:N 2.42 0.53
1:8:110:ARG:O 1:8:114:HIS:ND1 2.42 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
2:9:176:ALA:HB3 2:9:181:ALA:HA 1.89 0.53
9:B:191:ILE:HA 9:B:194:LEU:HD12 1.90 0.53
11:D:226:SER:HA 11:D:229:1ILE:HD12 1.91 0.53
14:G:168:GLY:HA2 14:G:206:ASP:0OD2 2.08 0.53
15:H:175:GLY:HA3 15:H:189:PRO:HG3 1.91 0.53
16:1:212:GLY:HA2 16:1:391:ILE:HD12 1.90 0.53
17:J:191:PRO:CB 17:J:254:GLY:HA3 2.39 0.53
18:K:99:PHE:HB2 18:K:137:VAL:HG11 1.90 0.53
18:K:213:GLY:O 18:K:219:LYS:NZ 2.33 0.53
18:K:260:LEU:O 18:K:264:ASN:N 2.39 0.53
18:K:344:ARG:HG3 18:K:349:ARG:NH2 2.24 0.53
18:K:409:GLU:O 18:K:413: THR:N 2.25 0.53
19:L:151:THR:O 19:L:153:LEU:HG 2.08 0.53
19:1:225:GLY:O 19:L:227:GLY:N 2.40 0.53
19:1:225:GLY:N 19:1:228:LYS:HB3 2.24 0.53
19:L:254:LYS:CB 20:M:255:TYR:CD1 2.49 0.53
19:L:309:LEU:HB2 19:L:342:ARG:CZ 2.39 0.53
19:L:369:LYS:HE2 19:1:409:HIS:HB3 1.91 0.53
21:N:9:LEU:HD22 21:N:28:ILE:HG13 1.90 0.53
21:N:498:ILE:HG23 21:N:535:LEU:HD22 1.90 0.53
21:N:919:THR:HG23 | 21:N:921:ARG:HB3 1.90 0.53
22:0:385:GLU:HB3 28:U:190:LEU:HB3 1.90 0.53
23:P:213:TYR:HB2 23:P:216:LEU:HD12 1.91 0.53
23:P:396:PRO:CB 24:QQ:356:CYS:CB 2.80 0.53
24:Q:58:ILE:HA 24:Q:61:LEU:HB3 1.89 0.53
24:Q:380:MET:O 24:Q:381:1LE:HG23 2.09 0.53
26:S:131: THR:HA 26:S:134:1ILE:HD12 1.91 0.53
26:5:239:ARG:O 26:S:243:ASN:N 2.42 0.53
26:S:330:LEU:HD12 26:S:346: TYR:HD1 1.73 0.53
30:W:126:1LE:HG22 30:W:130:LYS:HE3 1.90 0.53
31:X:38:ASN:H 31:X:46: TRP:HA 1.74 0.53
33:2:415:MET:O 33:7:419:VAL:HG23 2.09 0.53
33:7:433:LEU:HB3 33:7:437:ASP:0D2 2.08 0.53
33:7Z:560: THR:CG2 33:7:594:PRO:CB 2.86 0.53
33:7:564:ARG:O 33:7:567:ALA:N 2.41 0.53
33:7:622:HIS:O 33:7:625: THR:N 2.36 0.53
33:7:907:GLY:0O 33:7:909:ARG:HG3 2.09 0.53
8:a:55:SER:N 8:a:224:GLU:O 2.41 0.53
8:a:62:LYS:HZ1 14:g:177:GLU:HB3 1.74 0.53
9:b:150:VAL:HG22 9:b:156: TYR:HB3 1.90 0.53
9:b:173: THR:HG22 9:b:177:LYS:NZ 2.24 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
9:b:191:ILE:HA 9:b:194:LEU:HD12 1.90 0.53
10:¢:180: TYR:OH 10:¢:182:ASP:HA 2.08 0.53
13:f:18:ARG:NE 13:£:23:GLU:OE2 2.42 0.53
3:h:214:GLN:N 3:h:214:GLN:OE1 2.42 0.53
6:k:64:ILE:O 6:k:68:SER:N 2.28 0.53
6:k:111:LYS:O 6:k:113:LYS:HG3 2.09 0.53
1:1:177:ASN:C 5:5:169:GLN:HE22 2.17 0.53
4:4:158:SER:OG 4:4:195:ASP:0OD2 2.27 0.53
5:5:190:1ILE:HG23 5:5:195:VAL:HG22 1.91 0.53
8:A:200:GLU:H 8:A:200:GLU:CD 2.13 0.53
9:B:24:ALA:O 9:B:28:VAL:N 2.24 0.53
12:E:167:TYR:CE2 12:E:170:LYS:HD3 2.44 0.53
14:G:30:ALA:O 14:G:34:GLY:N 2.41 0.53
15:H:96:PRO:HD2 15:H:97.LEU:H 1.74 0.53
15:H:100:ALA:N 15:H:177:ASP:0OD1 2.22 0.53
15:H:331:ARG:HH11 15:H:334:LEU:HB3 1.74 0.53
17:J:200:ARG:O 17:J:204:HIS:N 2.22 0.53
18:K:211:LEU:HD23 18:K:338:ILE:HB 1.91 0.53
20:M:118:VAL:HG22 20:M:128:PHE:HA 1.90 0.53
20:M:194:VAL:HG13 20:M:198:VAL:HB 1.90 0.53
20:M:292:ASP:O 20:M:295:LYS:HG3 2.09 0.53
21:N:325:PHE:CD2 29:V:184:ASN:HB2 2.43 0.53
21:N:378:ASN:HB3 21:N:381:GLU:OE1 2.08 0.53
21:N:489:MET:HE3 21:N:493:GLY:HA2 1.90 0.53
21:N:635:GLN:CD 21:N:635:GLN:H 2.15 0.53
21:N:762:ARG:CD 21:N:767:ALA:H 2.22 0.53
22:0:17:GLU:O 22:0:18:ALA:C 2.52 0.53
22:0:82:LEU:O 22:0:86:LEU:N 2.42 0.53
22:0:385:GLU:CB 28:U:190:LEU:H 2.20 0.53
23:P:72:TRP:HB3 23:P:104:LEU:HD23 1.90 0.53
23:P:435:LYS:HZ1 28:U:155:LEU:HA 1.74 0.53
23:P:440:HIS:HD2 28:U:213:LYS:HZ3 1.57 0.53
24:Q:342:LEU:CA 24:QQ:345:SER:HB2 2.32 0.53
25:R:187:VAL:HA 25:R:190:LYS:HB2 1.91 0.53
26:S:338:MET:HA 26:S:341:SER:H 1.73 0.53
26:S:453:ASP:O 28:U:270:ASN:HB2 2.09 0.53
27:T:259:ILE:HA 27:T:262:LYS:HB3 1.90 0.53
28:U:283:ARG:NH1 29:V:288:LEU:HB2 2.24 0.53
29:V:259:LYS:HG2 29:V:263:GLU:OE2 2.09 0.53
30:W:12:ASN:HA 30:W:16:SER:HB2 1.90 0.53
30:W:16:SER:OG 30:W:29:GLN:NE2 2.42 0.53
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30:W:145:GLY:HA3 | 30:W:149:GLN:HG2 1.90 0.53
33:7Z:381:LEU:HD11 33:7:414:GLY:HA3 1.90 0.53
10:c:12:ILE:HA 11:d:19:GLN:NE2 2.21 0.53
10:¢:63: THR:HG21 10:¢:66:LEU:O 2.09 0.53
10:¢:94:HIS:CD2 10:¢:114:ARG:HG2 2.44 0.53
3:h:15:GLU:HB3 4:1:145:HIS:CD2 2.44 0.53
4:1:189:GLN:HA 4:1:192:1ILE:HB 1.90 0.53
6:k:120:ASP:OD1 6:k:123:GLY:N 2.42 0.53
5:5:50:PHE:CZ 5:5:195:VAL:HG21 2.43 0.53
5:5:112:ILE:HG12 5:5:119:PRO:HA 1.89 0.53
5:5:142:ALA:HB2 5:5:178:ASP:HB2 1.91 0.53
6:6:143:LEU:O 6:6:147:HIS:ND1 2.35 0.53
7:7:216:ASP:0D2 6:k:171:ARG:NE 2.30 0.53
7:7:279:GLU:OE2 6:k:146:HIS:ND1 2.42 0.53
9:B:82:TYR:O 9:B:86:VAL:HG23 2.09 0.53
11:D:187: THR:N 11:D:190:GLU:OE2 2.33 0.53
15:H:95:HIS:ND1 16:1:140:ILE:HG12 2.23 0.53
15:H:280:VAL:HB 16:1:331:ARG:HH21 1.74 0.53
16:1:142:ASP:HB2 16:1:144:HIS:O 2.09 0.53
18:K:255:ARG:HB2 18:K:298:GLU:OE2 2.08 0.53
21:N:539:MET:HA 21:N:547:LEU:HB3 1.89 0.53
22:0:44:SER:O 22:0:47:LYS:N 2.41 0.53
23:P:341:LEU:HA 23:P:344:ARG:CB 2.38 0.53
24:Q:262:LEU:CA 24:Q:265:MET:HB3 2.38 0.53
24:Q:359:1LE:HG21 24:Q:370:THR:CG2 2.13 0.53
25:R:258:LEU:HD21 | 25:R:293:THR:HG21 1.90 0.53
25:R:288:SER:O 25:R:292:LEU:N 2.42 0.53
25:R:312:TYR:O 25:R:316:LEU:N 2.39 0.53
26:S:277:SER:HA 26:S:292: TYR:HD2 1.73 0.53
26:S:368:LYS:HG3 26:S:377:TYR:CD1 2.43 0.53
28:U:24:ARG:HE 29:V:100:ARG:CZ 2.22 0.53
28:U:169:ILE:O 28:U:172:GLU:HB3 2.08 0.53
29:V:262: THR:O 29:V:266:LEU:N 2.37 0.53
30:W:69:PHE:O 30:W:T72:.1LE:N 2.42 0.53
31:X:10:PHE:CE1 31:X:124:LYS:HB3 2.43 0.53
33:7:358:TYR:CG 33:7:960:GLY:0O 2.61 0.53
33:7:368:VAL:H 33:7:856:HIS:CE1 2.27 0.53
8:a:133:TYR:CD2 14:¢:126: TYR:HE2 2.27 0.53
8:a:199: TRP:0O 8:a:203:VAL:N 2.26 0.53
8:a:230:LYS:HE2 8:a:231:ASP:0OD1 2.08 0.53
11:d:194:LEU:HA 11:d:197:ARG:HD3 1.90 0.53
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11:d:226:SER:HA 11:d:229:1LE:HD12 1.91 0.53
13::7:ASP:HA 13:f:20:PHE:HB2 1.91 0.53
4:1:126: TYR:HD1 4:1:143:HIS:HA 1.73 0.53
5:3:29:LEU:N 5:3:37:SER:O 2.42 0.53
6:k:29:LYS:HE2 6:k:32:ASP:HA 1.90 0.53
7:1:97:ALA:HB3 7:1:100: TRP:HD1 1.74 0.53
1:1:40:ALA:N 1:1:226:VAL:O 2.38 0.53
1:1:79:ASP:HB3 1:1:124:TYR:HB3 1.91 0.53
4:4:38:ASN:ND2 4:4:176: THR:HA 2.24 0.53
6:6:100:VAL:H 6:6:121: TYR:HB3 1.73 0.53
6:6:120:ASP:OD1 6:6:123:GLY:N 2.42 0.53
2:9:42: THR:CG2 2:9:74:ARG:CZ 2.81 0.53
8:A:55:SER:N 8:A:224:GLU:O 2.41 0.53
8:A:178:ILE:HD11 8:A:214:LEU:HD21 1.90 0.53
8:A:179:THR:HG23 9:B:55:LEU:HD12 1.91 0.53
11:D:194:LEU:HA 11:D:197:ARG:HD3 1.90 0.53
14:G:141:VAL:HG21 14:G:221:LEU:N 2.24 0.53
15:H:421:SER:HB3 16:1:369:GLY:H 1.73 0.53
16:1:69: THR:O 16:1:73:LEU:N 2.39 0.53
17:J:76:ILE:HG12 17:J:87:LYS:N 2.24 0.53
17:J:82:LYS:HG2 17:J:104:VAL:HG11 1.91 0.53
17:J:115:LEU:HD21 17:J:120: TYR:HA 1.91 0.53
17:J:142:VAL:HG22 17:J:208:CYS:C 2.34 0.53
17:J:148:ASP:OD1 17:J:148:ASP:N 2.40 0.53
18:K:281:ARG:HB2 18:K:293:GLN:NE2 2.24 0.53
18:K:356:ILE:HD12 18:K:387:MET:HG3 1.89 0.53
19:L:165:PRO:HD2 19:1L:169:ASN:HD22 1.73 0.53
20:M:167:VAL:O 20:M:170:MET:N 2.28 0.53
21:N:13:LEU:HD22 21:N:42:GLU:HB3 1.90 0.53
21:N:124:TYR:CG 21:N:162:ARG:HG2 2.44 0.53
21:N:381:GLU:CD 21:N:381:GLU:H 2.17 0.53
21:N:585:ARG:NH2 21:N:616:HIS:HA 2.24 0.53
21:N:635:GLN:NE2 21:N:672:ASN:OD1 2.34 0.53
22:0:99:LEU:HD11 22:0:132:GLU:C 2.33 0.53
22:0:151:ASP:HA 22:0:154:GLU:HB3 1.89 0.53
23:P:274:GLY:O 23:P:277:GLN:HB3 2.08 0.53
23:P:393:VAL:O 24:Q:353:PRO:CA 2.34 0.53
24:Q:162:LEU:C 24:Q:166:LYS:HG3 2.34 0.53
26:5:420:GLU:HG2 26:S:438:HIS:NE2 2.24 0.53
26:S:462:ASP:0O 26:S:466:LYS:N 2.32 0.53
27:T:200:LEU:HD12 27:T:201:PRO:HD2 1.89 0.53
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29:V:237:ASN:CB 29:V:238:LEU:HB3 2.35 0.53
31:X:18:ASN:HB2 31:X:98:PHE:CD2 2.44 0.53
31:X:22:ARG:NH2 31:X:78:ILE:HG23 2.24 0.53
31:X:38:ASN:HB2 31:X:45:PHE:HB2 1.91 0.53
33:7:342:LEU:HB2 33:7:344:LYS:H 1.74 0.53
33:72:452:LEU:HD13 33:7:489:ALA:HB2 1.90 0.53
33:7:564:ARG:O 33:7:565:PHE:C 2.52 0.53
33:7:824:ASN:OD1 33:7:825:ALA:N 2.42 0.53
R:a:20:SER:HB3 8:a:26: TYR:CE2 2.44 0.53
8:a:45:VAL:HG12 8:a:168:ALA:HB1 1.91 0.53
11:d:206:GLY:HA3 11:d:209:ASN:ND2 2.23 0.53
14:¢:168:GLY:HA2 14:¢:206:ASP:OD2 2.08 0.53
5:j:49:VAL:C 5:3:00:PHE:HD1 2.16 0.53
3:3:28:LYS:HA 3:3:164:ASN:ND2 2.16 0.52
6:6:117:TYR:CE1 6:6:127:GLU:HB2 2.44 0.52
2:9:92:ASP:0D2 2:9:144: TRP:N 2.36 0.52
2:9:185:ASN:HB3 2:9:189:ARG:NE 2.23 0.52
10:C:63: THR:HG21 10:C:66:LEU:O 2.09 0.52
10:C:168:ASN:ND2 10:C:202:ASP:OD1 2.24 0.52
14:G:123:HIS:HA 14:G:129:VAL:CB 2.38 0.52
15:H:340:LEU:HB3 15:H:370:ARG:HH22 1.73 0.52
16:1:146:1LE:CG1 16:1:147:VAL:H 2.21 0.52
16:1:270: THR:HG22 16:1:272:LEU:HD21 1.91 0.52
16:1:283:TYR:O 17:J:223:ILE:HD11 2.09 0.52
16:1:428:LEU:HB3 17:J:312:ARG:NH1 2.24 0.52
19:L:91: THR:HG21 20:M:33:ARG:HG2 1.90 0.52
19:1:106:GLY:O 19:L:146:VAL:N 2.28 0.52
20:M:370: THR.:C 20:M:409:SER:HB2 2.33 0.52
21:N:9:LEU:HB3 21:N:28:ILE:HG12 1.90 0.52
21:N:297:ASP:0O 21:N:301:THR:N 2.23 0.52
21:N:303:LEU:O 21:N:307:LYS:N 2.36 0.52
21:N:501:MET:O 21:N:505:SER:N 2.28 0.52
21:N:763:GLY:HA3 21:N:906:ARG:HG3 1.91 0.52
22:0:99:LEU:HA 22:0:135:ARG:NH2 2.22 0.52
23:P:215:SER:O 23:P:219:GLU:N 2.40 0.52
23:P:381:SER:CB 24:Q:350:ILE:CG2 2.87 0.52
23:P:395:ARG:NH1 24:Q:365:1LE:N 2.57 0.52
24:Q:174:LEU:HG 24:Q:178:HIS:HE1 1.74 0.52
24:Q:332:ARG:HD2 | 24:Q:336:ASN:HD21 1.74 0.52
25:R:40:ILE:O 25:R:43:ARG:HB3 2.09 0.52
27:T:91:SER:OG 27:T:92:ASN:N 2.42 0.52
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29:V:148:LYS:HB2 29:V:150:LYS:HG2 1.91 0.52
33:7:336:SER:O 33:7Z:340:LEU:HG 2.08 0.52
33:7:380:ASN:HA 33:7:383:SER:OG 2.09 0.52
33:7:785:VAL:HB 33:7:864:MET:H 1.74 0.52
8:a:12: TYR:CE1 10:¢:5:ARG:HB3 2.44 0.52
10:c:4:ARG:HA 11:d:6:ARG:NH1 2.23 0.52
10:¢:104:GLU:CD 6:k:79:ALA:HB2 2.35 0.52
10:¢:169: THR:O 10:¢:173:GLN:N 2.28 0.52
13:£:171:TYR:O 13:£:175: THR:N 2.41 0.52
14:¢:52:LYS:HA 14:2:66:LYS:NZ 2.24 0.52
4:1:164:MET:HA 4:1:167:LEU:HD12 1.90 0.52
5:3:190:ILE:HG23 5:3:195:VAL:HG22 1.91 0.52
1:1:142:TYR:HB3 1:1:144:PHE:CE1 2.44 0.52
7:7:117:-LEU:HD21 7:7:260: TRP:CG 2.45 0.52
1:8:207:PHE:O 1:8:211:THR:N 2.29 0.52
8:A:230:LYS:HE2 8:A:231:ASP:OD1 2.08 0.52
9:B:19:GLY:O 9:B:23:TYR:N 2.31 0.52
10:C:94:HIS:CD2 10:C:114:ARG:HG2 2.44 0.52
10:C:180: TYR:OH 10:C:182:ASP:HA 2.08 0.52
11:D:37:LYS:HA 11:D:42:VAL:HA 1.90 0.52
14:G:52:LYS:HA 14:G:66:LYS:NZ 2.24 0.52
17:J:169:LYS:NZ 17:J:205:HIS:O 2.24 0.52
18:K:393:ARG:O 18:K:397:LYS:N 2.40 0.52
19:L:225:GLY:C 20:M:339:ARG:HH12 2.17 0.52
19:L:296:SER:HG 20:M:299:ARG:HH22 1.57 0.52
19:1:387:ASN:OD1 19:L:389:ALA:N 2.42 0.52
21:N:585:ARG:NH2 21:N:616:HIS:CD2 2.77 0.52
21:N:629:CYS:C 21:N:663:ILE:HG12 2.35 0.52
21:N:920:VAL:O 21:N:924:LYS:HG2 2.09 0.52
22:0:297:1LE:O 22:0:305:1LE:HG21 2.08 0.52
23:P:221:TYR:CD1 23:P:244:1LE:HB 2.44 0.52
23:P:245:TYR:CE2 23:P:257: TRP:CZ2 2.97 0.52
24:Q:58:ILE:O 24:Q:62:GLY:N 2.41 0.52
25:R:198:ILE:CG2 25:R:200:LYS:HG3 2.38 0.52
26:S:302:HIS:HB3 26:S:305:LYS:HB2 1.90 0.52
26:S:338:MET:HE2 26:S:344:PRO:HD3 1.91 0.52
28:U:19:LEU:HD21 28:U:123:VAL:HG11 1.91 0.52
28:U:173:HIS:CE1 29:V:151:VAL:HG23 2.44 0.52
30:W:37:PHE:HA 30:W:40:LYS:HB2 1.91 0.52
31:X:10:PHE:HB2 31:X:33:ILE:O 2.08 0.52
33:7:804:ASP:0OD1 33:7:805:LEU:N 2.43 0.52
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9:b:34:SER:O 9:b:164:ILE:N 2.35 0.52
9:h:217:GLU:OE1 9:h:231:LYS:HB2 2.09 0.52
10:¢:20: TYR:O 10:¢:24:TYR:N 2.34 0.52
6:k:117:TYR:CE1 6:k:127:GLU:HB2 2.44 0.52
7:1:93:SER:OG 7:1:104:GLN:O 2.20 0.52
1:1:207:PHE:O 1:1:211:THR:N 2.29 0.52
2:2:45:ILE:HA 2:2:176:ALA:HA 1.89 0.52
3:3:27:PHE:CE1 3:3:32:ILE:HG13 2.44 0.52
4:4:46:ASP:HB2 4:4:199:GLY:O 2.10 0.52
4:4:233:LYS:HB2 5:5:155:GLU:OE2 2.09 0.52
6:6:19:LYS:HG2 6:6:180:ILE:HG13 1.92 0.52
6:6:73: TYR:HB2 10:C:143:ARG:NH1 2.24 0.52
6:6:163:LEU:HA 6:6:166:GLN:OE1 2.09 0.52
7:7:204:VAL:HA 7:7:208:GLN:OE1 2.09 0.52
7:7:239:ALA:O 7:7:243:ASP:N 2.36 0.52
1:8:71:MET:HE2 1:8:84:VAL:HG22 1.90 0.52
2:9:77:PRO:HB3 2:9:239:LEU:HD11 1.91 0.52
8:A:130:GLN:HG3 9:B:128:ARG:HG2 1.91 0.52
11:D:7:ALA:HB1 12:E:135:SER:HB2 1.91 0.52
13:F:6:TYR:CD1 13:F:15:PRO:HD3 2.44 0.52
16:1:244:LYS:HZ2 16:1:340:LEU:HG 1.75 0.52
16:1:273:ARG:HG2 17:J:274.GLU:OE2 2.09 0.52
18:K:255:ARG:HA 18:K:302:GLN:OE1 2.09 0.52
18:K:400: TYR:OH 23:P:131:PHE:HB2 2.10 0.52
19:L:300:GLU:HA 19:L:303:ARG:HH12 1.71 0.52
19:L:374:PHE:CE1 19:L:415:LEU:HD13 2.45 0.52
21:N:302:PHE:CE2 21:N:712:ASN:HB3 2.45 0.52
21:N:419:THR:O 21:N:423:LEU:N 2.21 0.52
23:P:71:LYS:HB2 23:P:74:ASP:H 1.75 0.52
23:P:392:LYS:CE 24:QQ:354:PHE:CD2 2.91 0.52
23:P:425:HIS:CD2 23:P:429:1LE:HG13 2.44 0.52
25:R:41:GLU:HB3 25:R:45:GLU:CD 2.33 0.52
26:5:393:ARG:HA 26:5:397:LEU:HG 1.89 0.52
27:T:245: TYR:CG 27:T:246:GLU:N 2.74 0.52
28:U:119:LEU:HG 28:U:120:LEU:O 2.08 0.52
29:V:49:VAL:O 29:V:109:HIS:HA 2.10 0.52
29:V:119:SER:N 29:V:122:ASP:HB2 2.24 0.52
29:V:247:ILE:O 29:V:251:TYR:N 2.29 0.52
33:7:243:GLN:C 33:7:245:VAL:H 2.16 0.52
33:72:312:TYR:O 33:7:316:ALA:N 2.33 0.52
33:7:344:LYS:HE3 33:7:921:GLU:N 2.24 0.52
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33:7:346:LEU:HG 33:7:352:LYS:HZ1 1.73 0.52
33:Z:913:1ILE:HG12 33:7:963:ALA:C 2.33 0.52
9:b:176:GLU:HG2 10:¢:56:LEU:HD13 1.90 0.52
11:d:33:ALA:N 11:d:164:ILE:O 2.30 0.52
13:f:14:SER:OG 13:f:16: THR:OG1 2.25 0.52
4:1:51:GLN:N 4:1:54:1LE:O 2.39 0.52
1:1:40:ALA:HB3 1:1:226:VAL:HB 1.92 0.52
1:1:139:GLY:O 1:1:152:ARG:NH2 2.34 0.52
4:4:219:TYR:CD2 4:4:220:LEU:HG 2.44 0.52
5:5:70:LYS:HD3 5:5:90:LEU:HD11 1.92 0.52
1:8:139:GLY:O 1:8:152:ARG:NH2 2.34 0.52
9:B:217:GLU:OE1 9:B:231:LYS:HB2 2.09 0.52
10:C:169: THR:O 10:C:173:GLN:N 2.28 0.52
14:G:41:LYS:HA 14:G:46:VAL:HA 1.91 0.52
15:H:194:SER:OG 15:H:197:MET:HB3 2.09 0.52
15:H:207: THR:HG23 15:H:266:ARG:HA 1.91 0.52
15:H:426:ALA:HA 15:H:429:PHE:HB2 1.90 0.52
16:1:242:PRO:HD2 16:1:346:ARG:HD3 1.90 0.52
16:1:392:HIS:CD2 16:1:420:GLN:HG2 2.45 0.52
17:J:75:VAL:HB 17:J:111:GLN:H 1.74 0.52
18:K:182: GLN:OE1 18:K:185:ARG:HD3 2.10 0.52
18:K:283:ASP:OD1 18:K:284:ALA:N 2.41 0.52
19:L:66:GLU:O 19:L:70: TYR:N 2.37 0.52
19:1L:149:ASP:OD2 19:L:151:THR:N 2.40 0.52
19:1:330:PRO:HB2 19:1:346:LYS:HE3 1.90 0.52
20:M:220:MET:-HE3 | 20:M:324:LEU:HD11 1.91 0.52
21:N:497:ALA:O 21:N:501:-MET:HG2 2.10 0.52
23:P:133:GLU:CG 23:P:167:THR:HB 2.38 0.52
23:P:308:LEU:HB3 23:P:349:ASN:ND2 2.25 0.52
24:Q:61:LEU:HG 24:Q:65:TYR:CE2 2.45 0.52
24:Q:95:LYS:HG2 9:b:248:GLU:HB3 1.91 0.52
24:Q:132:PHE:CZ 9:b:190:HIS:CD2 2.97 0.52
25:R:61:PRO:HD3 25:R:102:LEU:CD1 2.38 0.52
25:R:123:ASP:HB2 25:R:125:GLU:HB2 1.91 0.52
26:S:278:LYS:HA 26:S:281:ALA:HB2 1.92 0.52
26:S:323:LEU:HD11 26:S:379:LEU:HD11 1.90 0.52
27:T:148:LEU:HD11 | 27:T:164:LEU:HD21 1.91 0.52
28:U:270:ASN:O 28:U:274:MET:N 2.40 0.52
29:V:202:ASP:0OD1 29:V:203:TYR:N 2.40 0.52
33:7:225:LEU:HD22 33:7:256:LEU:HB2 1.92 0.52
33:7:368:VAL:HG22 33:7:856:HIS:CE1 2.45 0.52
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8:a:18:ILE:HB 9:b:20:GLN:CD 2.35 0.52
10:¢:69:LEU:HB2 10:¢:73:ILE:HG22 1.92 0.52
10:¢:218:LYS:HB2 10:¢:225:VAL:HG22 1.91 0.52
3:h:28:LYS:HA 3:h:164:ASN:ND2 2.16 0.52
5:j:189:1ILE:N 5:3:196:VAL:O 2.38 0.52
6:k:111:LYS:HB3 6:k:113:LYS:HD2 1.92 0.52
1:1:51:ASP:O 4:4:196:LEU:HD12 2.09 0.52
4:4:49:SER:O 4:4:56:ALA:N 2.43 0.52
6:6:111:LYS:HB3 6:6:113:LYS:HD?2 1.92 0.52
7:7:95:ALA:O 7:7:103:SER:N 2.38 0.52
7:7:276:LYS:HZ1 7:7:285:VAL:C 2.18 0.52
2:9:255:ALA:O 3:h:193:ARG:NH2 2.40 0.52
9:B:20:GLN:O 9:B:24:ALA:N 2.29 0.52
11:D:96:HIS:CD2 11:D:100:LEU:HD22 2.44 0.52
12:E:30:ALA:HA 12:E:33:LEU:HD12 1.91 0.52
12:E:168:ASN:HB3 12:E:187: TRP:CE2 2.44 0.52
13:F:18:ARG:NE 13:F:23:GLU:OE2 2.42 0.52
14:G:135:SER:OG 14:G:153:PRO:HD3 2.10 0.52
14:G:243:ALA:O 14:G:247:ILE:N 2.33 0.52
15:H:206:VAL:HG13 15:H:209:SER:CB 2.33 0.52
15:H:375:VAL:HG12 15:H:376:GLU:O 2.09 0.52
15:H:396:MET:HG2 16:1:237:GLU:O 2.09 0.52
16:1:417:ALA:O 16:1:421:ALA:N 2.36 0.52
17:J:63:ARG:O 17:J:66:GLN:N 2.34 0.52
17:J:85:LEU:HA 17:J:95:1ILE:HA 1.90 0.52
20:M:167:VAL:O 20:M:169:ALA:N 2.42 0.52
21:N:230:VAL:HG21 21:N:264:SER:HB3 1.91 0.52
21:N:434:SER:CB 21:N:439:VAL:HG11 2.34 0.52
21:N:444:HIS:CE1 21:N:480:ALA:HB2 2.43 0.52
21:N:490:LEU:HD21 | 21:N:727:THR:HG21 1.92 0.52
21:N:545:SER:OG 21:N:580:ASN:ND2 2.39 0.52
21:N:630:ALA:HA 21:N:663:ILE:HA 1.91 0.52
22:0:157.LEU:HD21 | 22:0:168: THR:HG22 1.91 0.52
24:QQ:268:SER:HA 24:Q:271:MET:HE3 1.91 0.52
24:Q:311:LEU:H 24:QQ:346:ASN:ND2 2.08 0.52
25:R:30:ALA:O 25:R:34: THR:HG23 2.10 0.52
25:R:350:LEU:CD2 25:R:365:ASP:0OD2 2.58 0.52
25:R:382:ASP:N 26:5:399: TYR:HB2 2.24 0.52
25:R:383:ARG:HB3 26:S:406:ASP:0OD2 2.08 0.52
26:S:387:VAL:HA 26:5:390: THR:HB 1.91 0.52
26:S:434:ALA:HA 26:S:446: THR:HG23 1.91 0.52
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27:T:90:PHE:CE2 27:T:129:LEU:HD12 2.45 0.52
29:V:117:TRP:C 29:V:118:LEU:HD23 2.34 0.52
29:V:249:GLU:HA 29:V:252:SER:HB2 1.92 0.52
33:7Z:113:SER:HB2 33:7:143:VAL:HB 1.92 0.52
33:7:130:GLY:HA2 33:7:156:HIS:CD2 2.45 0.52
33:7:146:PHE:CE1 33:7:213:LYS:HB2 2.44 0.52
33:7:249:MET:O 33:7:253:VAL:HG23 2.10 0.52
33:7:275:GLN:O 33:7:278:LEU:N 2.38 0.52
33:7Z:281:ALA:HA 33:7:284:.LEU:HD12 1.91 0.52
33:7:391:ASN:CG 33:7:396:ASN:HB2 2.35 0.52
10:¢:46:LEU:O 10:¢:214:ALA:N 2.31 0.52
11:d:214:VAL:N 11:d:222:VAL:O 2.29 0.52
14:g:41:LYS:HA 14:g:46:VAL:HA 1.91 0.52
4:1:236:ARG:NE 5:3:161:GLU:HB2 2.25 0.52
1:1:78:ALA:HB2 2:2:168:VAL:HA 1.92 0.52
5:5:161:GLU:O 5:5:165:GLU:N 2.27 0.52
6:6:20:ALA:O 6:6:34:LYS:NZ 2.41 0.52
6:6:70:ARG:HA 11:D:90:ARG:NH1 2.25 0.52
7:7:210:PHE:HB2 7:7:239:ALA:HB2 1.92 0.52
1:8:51:ASP:O 4:1:196:LEU:HD12 2.10 0.52
2:9:221:ASP:0OD1 2:9:223:ARG:N 2.38 0.52
9:B:32:VAL:HA 9:B:166:LYS:HZ1 1.73 0.52
10:C:35:ALA:HB3 10:C:165:VAL:HG23 1.91 0.52
16:1:283: TYR:HA 17:J:221:LYS:HE2 1.90 0.52
17:J:327:ILE:HA 17:J:330:ILE:HD12 1.92 0.52
18:K:241:GLU:CD 19:L:264:ARG:NH2 2.51 0.52
18:K:318: THR:HG21 18:K:321:ALA:HB2 1.91 0.52
18:K:349:ARG:NH2 18:K:377:SER:N 2.57 0.52
19:L:164:ASP:0OD1 19:1L:169:ASN:HB2 2.09 0.52
21:N:207:LEU:HB3 21:N:228:VAL:HG13 1.91 0.52
21:N:774:ASN:O 21:N:865:PRO:HA 2.09 0.52
22:0:215:TYR:HE1 22:0:247:ASN:HB2 1.74 0.52
22:0:320:PRO:O 22:0:324:VAL:HG23 2.10 0.52
23:P:114:THR:O 23:P:118:VAL:HG23 2.09 0.52
23:P:132:VAL:HG12 23:P:132:VAL:O 2.10 0.52
24:Q:99: THR:O 24:Q:103:LYS:HG2 2.10 0.52
24:Q:158:1LE:HA 24:Q:161:LEU:HD12 1.91 0.52
24:Q:171:LYS:HA 24:Q:174:LEU:HB3 1.91 0.52
24:Q:346:ASN:O 24:Q:349:LYS:CB 2.57 0.52
25:R:35:GLN:O 25:R:42:GLN:NE2 2.42 0.52
26:S:472:HIS:HB2 28:U:288:PHE:HE1 1.71 0.52
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27:T:39:LEU:O 27:T:88:TYR:OH 2.21 0.52
27:T:49:ASP:C 27:T:53:ASN:HB2 2.35 0.52
27:T:79:GLU:HA 27 T:82:PHE:HB3 1.91 0.52
27:T:251:HIS:CE1 27:T:253:GLU:CB 2.86 0.52
28:U:9:THR:0G1 28:U:162:GLU:OE2 2.27 0.52
28:U:16:LEU:HB3 29:V:32:ILE:HG12 1.91 0.52
30:W:38:GLN:O 30:W:42:ASN:N 2.40 0.52
31:X:54:GLU:CD 31:X:102:GLN:HE22 2.17 0.52
31:X:87:PHE:HB2 31:X:99:PHE:CB 2.36 0.52
33:72:452:LEU:HA 33:7:474.LEU:HD11 1.90 0.52
9:b:23:TYR:O 9:b:26: THR:HB 2.08 0.52
9:b:82:TYR:O 9:b:86:VAL:HG23 2.09 0.52
12:e:35:SER:HA 12:e:53:ARG:NH2 2.25 0.52
12:e:201:LEU:HA 12:e:204:LEU:HD12 1.92 0.52
3:h:30:GLY:HA2 3:h:126:LYS:HG2 1.91 0.52
2:2:220:ARG:NH2 4:4:168:GLU:OE2 2.42 0.52
2:2:261:TYR:CD2 3:3:72:GLN:HG2 2.45 0.52
4:4:59:ASN:HD21 4:4:218:ASN:CG 2.18 0.52
1:8:212:GLU:HG3 4:1:225:ARG:HD2 1.91 0.52
1:8:215:ILE:HG12 4:1:53:PRO:O 2.10 0.52
8:A:147:ASP:0D2 8:A:150:LEU:N 2.42 0.52
12:E:36: THR:0G1 12:E:174:SER:OG 2.26 0.52
14:G:71:ASP:CG 14:G:72:ARG:H 2.18 0.52
15:H:61:ALA:O 15:H:65:GLU:N 2.24 0.52
15:H:149:LEU:HD22 15:H:179:SER:HB2 1.91 0.52
15:H:259:CYS:O 15:H:262:ALA:HB3 2.09 0.52
15:H:345:PRO:O 15:H:349:ILE:HB 2.10 0.52
15:H:436:LYS:HG3 15:H:437:VAL:HG22 1.91 0.52
16:1:288:PRO:HG2 16:1:331:ARG:HH12 1.73 0.52
18:K:128:ARG:HD2 29:V:271:VAL:C 2.35 0.52
18:K:332:GLY:C 18:K:333:ARG:HH11 2.18 0.52
18:K:362:LEU:HB2 18:K:366:ALA:HB3 1.92 0.52
20:M:73:ARG:HG2 20:M:77:TYR:OH 2.09 0.52
20:M:262:LEU:O 20:M:266:ALA:N 2.25 0.52
20:M:364:HIS:HE1 20:M:388:GLY:C 2.17 0.52
21:N:245:LEU:HD11 21:N:254:SER:HB3 1.90 0.52
21:N:670:LYS:HA 21:N:673:PRO:HG3 1.91 0.52
21:N:718:GLU:HA 21:N:725:LEU:HA 1.92 0.52
21:N:909:GLU:HB3 21:N:912:GLU:OE1 2.10 0.52
22:0:307:-MET:O 22:0:309:SER:OG 2.27 0.52
23:P:384:VAL:HG11 24:Q:351:ILE:O 2.09 0.52
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25:R:175:ALA:HB3 25:R:243:LEU:HD13 1.92 0.52
25:R:281:SER:C 25:R:284:ALA:H 2.18 0.52
26:S:163: VAL:HG12 26:S:168:LEU:HD22 1.92 0.52
26:S:194:LEU:HA 26:S:195:ALA:HB3 1.90 0.52
26:S:211:ARG:NH2 26:S:240:ASP:HB3 2.23 0.52
28:U:56:PHE:CD1 28:U:68:LEU:HB2 2.45 0.52
29:V:264:GLU:O 29:V:276:PRO:HA 2.09 0.52
30:W:180:LEU:O 30:W:184:ASN:N 2.30 0.52
33:7:369:PHE:CD1 33:7:390:LEU:HD21 2.45 0.52
33:7:443:ASP:0OD1 33:7:447:-VAL:HG21 2.08 0.52
33:7:497.:PHE:HB3 33:7Z:501:LYS:HA 1.92 0.52
33:7:847:1LE:O 33:7:851:ALA:N 2.38 0.52
13:£:50:LYS:HE2 13:£:212:SER:HB2 1.92 0.52
13:£:73:SER:OG 13:£:133:LEU:HB2 2.10 0.52
4:1:46:ASP:HB2 4:1:199:GLY:O 2.10 0.52
5:j:15:MET:HA 5:3:136:PHE:HA 1.91 0.52
6:k:18:SER:HB2 6:k:176:PHE:HB2 1.92 0.52
6:k:19:LYS:HG2 6:k:180:ILE:HG13 1.92 0.52
7:1:125:ALA:HA 7:1:128:GLN:HB3 1.92 0.52
1:1:133:LEU:HD23 1:1:139:GLY:HA2 1.92 0.52
2:2:164:ASN:OD1 2:2:167:GLY:N 2.43 0.52
3:3:30:GLY:HA2 3:3:126:LYS:HG2 1.91 0.52
3:3:36:ASP:0OD2 3:3:188:SER:HA 2.09 0.52
3:3:176:HIS:O 3:3:179:SER:OG 2.23 0.52
4:4:204:VAL:HB 4:4:216:LEU:HB2 1.92 0.52
8:A:115:ASP:HB3 8:A:155:TYR:CZ 2.45 0.52
11:D:203:VAL:HG21 11:D:210:ILE:HG12 1.92 0.52
13:F:55:GLU:OE1 13:F:55:GLU:N 2.33 0.52
13:F:66:CYS:HA 13:F:89:ARG:HG2 1.92 0.52
13:F:214:ALA:HA 13:F:224:1LE:HA 1.91 0.52
14:G:38:ILE:HA 14:G:164:ALA:HA 1.92 0.52
15:H:44:PRO:HA 33:7:622:HIS:CD2 2.45 0.52
16:1:242:PRO:HG2 16:1:345:ASP:O 2.09 0.52
18:K:129:GLU:HA 29:V:274:GLN:N 2.20 0.52
18:K:343:LEU:C 18:K:345:ASP:N 2.68 0.52
18:K:363:ALA:CB 18:K:364:PRO:CD 2.86 0.52
19:1:300:GLU:CA 19:1:303:ARG:NH1 2.73 0.52
19:1:303:ARG:NH1 19:1:303:ARG:HB3 2.25 0.52
21:N:8:PRO:HG3 27:T:84:GLN:HA 1.92 0.52
21:N:43:LEU:HD23 21:N:46:ILE:HD12 1.92 0.52
21:N:263:SER:O 21:N:722: THR:HG21 2.09 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:333:SER:HB2 21:N:355:TRP:HZ2 1.74 0.52
21:N:444:HIS:HA 21:N:447:SER:HB2 1.91 0.52
21:N:542:SER:CB 21:N:547:LEU:HB2 2.39 0.52
21:N:750:SER:HA 21:N:753:PHE:CE2 2.44 0.52
22:0:362:GLN:OE1 28:U:230:GLN:NE2 2.42 0.52
23:P:202:LYS:HE2 23:P:206:LYS:NZ 2.25 0.52
23:P:223:LEU:HA 23:P:226:LYS:HE2 1.92 0.52
23:P:344:ARG:O 23:P:347:GLU:HB3 2.10 0.52
23:P:426:1LE:HD13 29:V:233:LYS:HG2 1.92 0.52
25:R:382:ASP:HB2 26:S5:399: TYR:CD2 2.41 0.52
26:S:144:LEU:O 26:S:149:SER:OG 2.23 0.52
26:5:200:GLU:N 26:S:201:ILE:CB 2.73 0.52
26:S:231:ALA:HB3 26:5:259: TYR:CE2 2.45 0.52
26:S:452: TYR:C 26:S:454:SER:N 2.68 0.52
27:T:78:PHE:HE2 27:T:109: TYR:HB2 1.74 0.52
27:T:86:LYS:HB3 27:T:87:PRO:HD3 1.92 0.52
28:U:35:GLY:O 28:U:93:TYR:N 2.28 0.52
28:U:226:LEU:HA 28:U:229:LEU:HG 1.91 0.52
33:7:106:TRP:HA 33:7:112:LYS:HD3 1.92 0.52
33:7:288:LEU:HD12 33:7:293:MET:HE3 1.92 0.52
33:7:305:VAL:HG12 33:7:973: TYR:CE2 2.45 0.52
33:7:789:GLN:CG 33:7:792:VAL:H 2.22 0.52
11:d:10:ILE:HB 12:€:23:GLN:NE2 2.25 0.52
12:e:30:ALA:HA 12:e:33:LEU:HD12 1.91 0.52
14:¢:141:VAL:HG21 14:g:221:LEU:N 2.24 0.52
4:1:59:ASN:HD21 4:1:218:ASN:CG 2.18 0.52
4:1:158:SER:OG 4:1:195:ASP:0D2 2.27 0.52
1:1:41:VAL:HG12 1:1:225:ILE:HA 1.92 0.52
1:1:143:SER:CB 1:1:156:ARG:HG2 2.40 0.52
1:1:156:ARG:HH22 7:1:103:SER:HB2 1.74 0.52
2:2:220:ARG:HB3 3:3:44:TYR:CE1 2.45 0.52
3:3:37:SER:OG 3:3:191:VAL:N 2.34 0.52
5:5:7:ILE:HA 5:5:32:GLN:OE1 2.10 0.52
5:5:149:MET:HE3 5:5:153:LEU:HD11 1.92 0.52
6:6:67: TYR:CE2 6:6:75:LEU:HD21 2.44 0.52
7:7:226:GLU:O 7:7:230:TYR:N 2.28 0.52
7:7:268:VAL:HB 5:3:203:ARG:HH22 1.75 0.52
7:7:282:PHE:O 7:7:285:VAL:N 2.39 0.52
1:8:143:SER:CB 1:8:156:ARG:HG2 2.40 0.52
2:9:87:SER:OG 2:9:146:ALA:HB3 2.10 0.52
2:9:127:GLU:HG2 13:F:100:ASN:HB2 1.92 0.52
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10:C:46:LEU:O 10:C:214:ALA:N 2.31 0.52
11:D:79:ASN:O 11:D:82:SER:OG 2.26 0.52
14:G:129:VAL:O 14:G:131:PRO:HD3 2.10 0.52
14:G:224: THR:HB 14:G:227:LEU:HB2 1.91 0.52
15:H:213:GLY:HA3 15:H:388:ILE:HG12 1.92 0.52
16:1:123:LEU:O 16:1:126:ILE:HB 2.10 0.52
16:1:199:LYS:CB 16:1:273:ARG:HB3 2.30 0.52
17:J:51:LEU:HD11 18:K:72:GLN:HG3 1.92 0.52
18:K:218:GLY:HA2 18:K:221:MET:HB2 1.91 0.52
19:1:185:GLY:HA2 19:L:359:GLU:CD 2.35 0.52
20:M:19:ASP:O 20:M:23:LEU:HG 2.10 0.52
21:N:63:LEU:HD12 21:N:66:SER:HB2 1.91 0.52
21:N:758:VAL:HA 21:N:903:VAL:HG12 1.92 0.52
22:0:87:LYS:HE2 22:0:135:ARG:HA 1.90 0.52
22:0:130:ASP:0O 22:0:134:ALA:HB3 2.08 0.52
22:0:287:LEU:O 22:0:291:ILE:N 2.26 0.52
22:0:340:SER:N 22:0:349: THR:O 2.43 0.52
22:0:356:ARG:NH1 22:0:356:ARG:CA 2.73 0.52
24:Q:133:LEU:HB3 24:Q:136:SER:OG 2.09 0.52
25:R:89:ASN:HD22 25:R:92:ILE:HB 1.75 0.52
25:R:154:LEU:O 25:R:158:LEU:N 2.26 0.52
26:S:247:VAL:O 26:S:249:SER:N 2.42 0.52
26:S:272: TYR:CE2 26:S:276:LEU:HD22 2.45 0.52
27:T:119:THR:O 27:T:122:PHE:HB3 2.10 0.52
28:U:7:LYS:HE3 28:U:158:PRO:O 2.10 0.52
28:U:65:VAL:HG21 30:W:92:GLN:HB3 1.92 0.52
28:U:127:GLN:HA 28:U:133:PRO:CB 2.39 0.52
28:U:169:ILE:HG23 29:V:149:GLY:C 2.34 0.52
33:7:139:LEU:HD22 33:7:199:ASP:HB3 1.91 0.52
33:Z:756:MET:HG3 33:7:760:HIS:HB2 1.91 0.52
10:c:13:PHE:H 11:d:19:GLN:NE2 2.07 0.52
10:¢:96:GLN:HB3 5:3:69: TYR:CD1 2.44 0.52
13:£:69:HIS:CD2 13:£:102:LYS:HB3 2.45 0.52
13:£:214:ALA:HA 13:£:224:1LE:HA 1.91 0.52
14:¢:30:ALA:O 14:g:34:GLY:N 241 0.52
14:2:119:TYR:CE1 14:g:123:HIS:HE1 2.28 0.52
5:3:53:ILE:HB 5:3:60:VAL:HG13 1.91 0.52
7:1:117:LEU:HD21 7:1:260: TRP:CG 2.45 0.52
7:1:172:MET:N 7:1:192:SER:HB3 2.24 0.52
4:4:228:LYS:NZ 5:5:152:SER:O 2.30 0.52
5:5:63:LEU:HD21 5:5:103:TYR:CE2 2.45 0.52
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5:5:115:LYS:HB2 9:B:142:PHE:HE1 1.75 0.52
1:8:79:ASP:HB3 1:8:124:TYR:HB3 1.91 0.52
2:9:48:LYS:HD?2 2:9:198:ILE:HD13 1.92 0.52
8:A:74:CYS:HA 8:A:80:GLY:HA2 1.90 0.52
10:C:15:PRO:HA 11:D:22:TYR:CE1 2.43 0.52
10:C:160: TRP:HH2 11:D:52:LEU:HD23 1.75 0.52
12:E:35:SER:HA 12:E:53:ARG:NH2 2.25 0.52
12:E:81:LEU:N 12:E:139:GLY:O 2.24 0.52
15:H:47:ALA:H 33:7:622:HIS:HE1 1.55 0.52
15:H:104:LYS:H 15:H:144:LYS:HE3 1.75 0.52
16:1:281:GLN:C 16:1:283: TYR:N 2.64 0.52
17:J:44:LEU:HB3 18:K:68:ILE:CG2 2.39 0.52
18:K:98:GLN:OFE1 18:K:135:MET:N 2.43 0.52
19:1:114:GLU:O 19:L:117:TYR:OH 2.25 0.52
19:1:148:LEU:HD23 19:L:155:ILE:HA 1.91 0.52
19:1.:345:ARG:NH2 19:1:347:VAL:HA 2.25 0.52
20:M:407:GLN:HB3 20:M:409:SER:O 2.09 0.52
21:N:222:TYR:O 21:N:226:ASN:N 2.27 0.52
21:N:340:HIS:ND1 21:N:345:ASP:HB3 2.24 0.52
21:N:405:LEU:HD13 21:N:446:ALA:HB2 1.92 0.52
21:N:767:ALA:O 21:N:917:ILE:N 2.41 0.52
23:P:98:GLN:HA 23:P:101:MET:HG2 1.91 0.52
23:P:128:ASN:HD21 | 23:P:167: THR:HG22 1.75 0.52
24:Q:8:LEU:H 24:Q:50:ARG:HH22 1.58 0.52
24:Q:13:ARG:O 24:Q:16:ASN:N 2.43 0.52
24:Q:90:LYS:0O 24:Q:93: THR:HB 2.10 0.52
24:Q:276:ASP:O 24:QQ:280:ASN:N 2.31 0.52
28:U:37:ILE:HA 28:U:51:SER:HA 1.92 0.52
28:U:67:PHE:CD1 30:W:97:-THR:HA 2.45 0.52
28:U:84:ASN:HB3 28:U:87:GLU:HG2 1.92 0.52
29:V:232:GLU:CA 29:V:235:GLU:HB3 2.35 0.52
33:7:225:LEU:O 33:7:257:PRO:HA 2.10 0.52
33:7:342:LEU:CD1 33:7:344:LYS:HD3 2.40 0.52
33:7:584:VAL:CG1 33:7:585:LEU:H 2.22 0.52
33:7:819:GLY:HA3 33:7:831:LEU:CD2 2.35 0.52
33:7:884: THR:HG21 33:7Z:904:LEU:HG 1.91 0.52
10:¢:63: THR:O 10:¢:67:TYR:OH 2.11 0.52
12:€:168:ASN:HB3 12:€:187: TRP:CE2 2.44 0.52
13:£:66:CYS:HA 13:£:89:ARG:HG2 1.92 0.52
14:¢:42:CYS:HB2 14:g:187:LEU:O 2.10 0.52
1:1:119:LYS:HB3 1:1:123:PRO:HA 1.92 0.51
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4:4:182:LYS:O 4:4:185:SER:HB3 2.10 0.51
5:5:124:PHE:CE1 5:5:130:ILE:HG12 2.45 0.51
1:8:205:ASP:0O 1:8:208: THR:OG1 2.26 0.51
1:8:210:ALA:HB1 1:8:217:VAL:HG21 1.91 0.51
14:G:9:ASP:HB2 14:G:26: TYR:HE2 1.75 0.51
14:G:13:SER:H 14:G:127:ASN:HA 1.75 0.51
15:H:98:GLN:HE21 15:H:193:PRO:HA 1.74 0.51
15:H:162:ARG:HD2 20:M:75:LEU:CD1 2.39 0.51
15:H:277:SER:HA 16:1:331:ARG:CZ 2.40 0.51
15:H:292:ARG:CG 15:H:339:GLN:HE22 2.22 0.51
15:H:331:ARG:HD3 20:M:285:ALA:HB2 1.90 0.51
15:H:389:PHE:CE1 15:H:419:LEU:HB3 2.46 0.51
18:K:135:-MET:HE2 18:K:149:ILE:HB 1.91 0.51
18:K:260:LEU:O 18:K:264:ASN:ND2 2.42 0.51
18:K:344:ARG:HB2 18:K:349:ARG:CZ 2.40 0.51
20:M:392:LYS:O 20:M:396:VAL:N 2.24 0.51
21:N:668: THR:HA 21:N:675:VAL:HG11 1.92 0.51
22:0:12:SER:N 22:0:13:THR:CB 2.73 0.51
22:0:352:TRP:CG 22:0:353:VAL:N 2.77 0.51
23:P:164:GLN:HA 23:P:176:LYS:NZ 2.24 0.51
23:P:415:TRP:NE1 29:V:297:- THR:0G1 2.34 0.51
23:P:429:1ILE:O 23:P:433:ILE:HG13 2.10 0.51
24:Q:139:1ILE:HD11 24:Q:165:PHE:CE2 2.45 0.51
25:R:107:GLU:O 25:R:111:LYS:N 2.32 0.51
25:R:292:LEU:HB3 25:R:307:TYR:HB3 1.92 0.51
26:S:10:VAL:O 26:S:14:GLY:N 2.36 0.51
26:S:306:SER:HA 26:5:310:LEU:HB3 1.92 0.51
27:T:129:LEU:HG 27:T:131:LYS:O 2.10 0.51
28:U:285:ILE:O 28:U:288:PHE:HB2 2.11 0.51
30:W:109:ARG:HA 30:W:138:ALA:O 2.11 0.51
30:W:143:ASN:ND2 | 30:W:173:THR:HG23 2.25 0.51
33:7:274:SER:HB3 33:72:279:THR:0G1 2.09 0.51
33:72:275:GLN:CG 33:7:278:LEU:HB3 2.30 0.51
33:7:328:ASP:N 33:7:332:ASN:H 2.08 0.51
8:a:51:THR:HB 8:a:228:ALA:HB3 1.91 0.51
8:a:115:ASP:HB3 R:a:155:TYR:CZ 2.45 0.51
8:a:242:GLU:O 8:a:246:VAL:N 2.41 0.51
9:h:8:SER:CB 10:¢:129:ARG:H 2.23 0.51
9:b:48:GLU:O 9:b:63:LYS:NZ 2.41 0.51
10:¢:198:SER:HA 10:¢:206:LEU:HB2 1.90 0.51
11:d:70:HIS:HD2 11:d:138:PHE:O 1.93 0.51
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14:¢:224: THR:HB 14:g:227:LEU:HB2 1.91 0.51
4:1:49:SER:O 4:1:56:ALA:N 2.42 0.51
4:1:49:SER:HB2 4:1:60:CYS:SG 2.50 0.51
5:3:111:GLY:O 5:3:120:PHE:N 2.42 0.51
1:1:197:GLU:H 1:1:197:GLU:CD 2.16 0.51
1:1:210:ALA:HB1 1:1:217:VAL:HG21 1.91 0.51
2:2:87:SER:OG 2:2:146:ALA:HB3 2.10 0.51
6:6:40:PRO:HG2 6:6:74:GLU:CD 2.35 0.51
6:6:111:LYS:O 6:6:113:LYS:HG3 2.09 0.51
1:8:41:VAL:HG12 1:8:225:ILE:HA 1.92 0.51
8:A:12:TYR:O 8:A:15:HIS:N 2.44 0.51
8:A:89:ASP:0OD1 14:G:121:GLN:NE2 2.43 0.51
11:D:70:HIS:HD2 11:D:138:PHE:O 1.93 0.51
11:D:187:THR:O 11:D:190:GLU:HG2 2.11 0.51
15:H:291:VAL:O 15:H:294:.LEU:HB3 2.10 0.51
15:H:395:SER:OG 16:1:238:-MET:O 2.28 0.51
16:1:281:GLN:CD 17:J:224:GLY:H 2.17 0.51
17:J:61:GLU:O 17:J:65:LEU:HG 2.10 0.51
17:J:172:GLU:O 17:J:176:SER:N 2.21 0.51
18:K:73:ARG:HA 18:K:76:LYS:HB3 1.90 0.51
18:K:207:ARG:HH22 | 18:K:306:PHE:HB2 1.75 0.51
18:K:381:ALA:O 18:K:385:ALA:N 2.40 0.51
20:M:334:ASP:CB 20:M:337:LEU:HG 2.36 0.51
21:N:399:PHE:N 21:N:399:PHE:CD1 2.77 0.51
22:0:387:ARG:HB3 27:T:266:TYR:CZ 2.45 0.51
23:P:115:ARG:HA 23:P:118:VAL:HB 1.92 0.51
23:P:277:GLN:O 23:P:281:ILE:HG13 2.09 0.51
24:Q:344:GLU:HA 24:Q:347:LEU:HD12 1.91 0.51
25:R:102:LEU:O 25:R:106:ASN:N 2.29 0.51
25:R:301:TYR:CE2 25:R:357:PHE:HB3 2.46 0.51
25:R:382:ASP:CA 26:S5:399: TYR:HB2 2.40 0.51
26:S:267:SER:O 26:S:271:ARG:HG3 2.11 0.51
26:5:323:LEU:HD23 26:S:383:LEU:HD11 1.92 0.51
26:S:345:TYR:HD1 26:S:348:LEU:HD12 1.76 0.51
26:S:484:ASP:O 26:S:487: THR:0G1 2.21 0.51
27:T:6:GLU:HG2 27 T:7:LEU:N 2.25 0.51
27:T:51:TYR:HA 27:T:55:LEU:HD22 1.91 0.51
27:T:52:LEU:HD12 27:T:52:LEU:O 2.10 0.51
27:T:258:ASN:HA 27:T:261:GLU:OE1 2.10 0.51
28:U:32:ARG:O 28:U:34:VAL:HG23 2.10 0.51
28:U:205:LYS:O 28:U:209:GLU:HG3 2.10 0.51
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30:W:17:ARG:HG3 30:W:18:ASN:HB2 1.91 0.51
33:7:354:PRO:O 33:7:357:1ILE:HB 2.11 0.51
33:7:847:ILE:O 33:7:850:LEU:HB2 2.10 0.51
11:d:96:HIS:CD2 11:d:100:LEU:HD22 2.44 0.51
11:d:203:VAL:HG21 11:d:210:ILE:HG12 1.92 0.51
11:d:238:GLN:O 11:d:242:GLU:HG3 2.11 0.51
14:¢:9:ASP:HB2 14:¢:26:TYR:HE2 1.75 0.51
14:¢:135:SER:OG 14:g:153:PRO:HD3 2.10 0.51
5:):63:LEU:HD21 5:j:103:TYR:CE2 2.45 0.51
1:1:101:LYS:HD2 12:e:108:ASN:HD21 1.75 0.51
5:5:203:ARG:HH22 7:1:268:VAL:HB 1.75 0.51
6:6:18:SER:HB2 6:6:176:PHE:HB2 1.92 0.51
6:6:139:TYR:CE1 6:6:171:ARG:HB3 2.46 0.51
1:8:153:GLU:OE1 1:8:156:ARG:HB2 2.10 0.51
2:9:164:ASN:OD1 2:9:167:GLY:N 2.43 0.51
2:9:179:PHE:CE2 2:9:221:ASP:HB2 2.46 0.51
9:B:213:ILE:HG12 9:B:236:ARG:HG2 1.92 0.51
10:C:13:PHE:H 11:D:19:GLN:HE22 1.58 0.51
12:E:201:LEU:HA 12:E:204:LEU:HD12 1.91 0.51
14:G:151:LEU:HD13 14:G:157:TYR:CD2 2.41 0.51
15:H:196: THR:OG1 15:H:198:MET:O 2.17 0.51
15:H:254: THR:HA 16:1:367:ARG:CZ 2.40 0.51
17:J:26:LYS:CE 21:N:106:ILE:HD13 2.41 0.51
17:J:43:ARG:H 26:S:480:ARG:HH21 1.58 0.51
17:J:65:LEU:HD13 18:K:89:ILE:HD12 1.91 0.51
17:J:270:ARG:HA 17:J:273:LEU:HB2 1.91 0.51
18:K:190:LEU:HB3 18:K:191:PRO:HD3 1.91 0.51
18:K:299:LEU:O 18:K:303:MET:N 2.31 0.51
19:L:82:ARG:O 19:L:86:LYS:HG3 2.11 0.51
19:L:92:GLU:HA 19:L:95:ILE:HB 1.91 0.51
19:L:337:LEU:HA 19:L:342:ARG:CZ 2.39 0.51
20:M:14:GLY:HA2 20:M:17:GLU:CD 2.35 0.51
21:N:18:ASP:HB3 21:N:55:PHE:CD1 2.39 0.51
21:N:137:PHE:O 21:N:141:ILE:HG12 2.10 0.51
21:N:267:GLN:NE2 21:N:271:GLU:OE2 2.38 0.51
21:N:324:LYS:HB3 21:N:327:LEU:HB2 1.92 0.51
22:0:44:SER:HA 22:0:48:PHE:CZ 2.45 0.51
22:0:131:SER:O 22:0:135:ARG:CB 2.58 0.51
23:P:235:LEU:O 23:P:239:GLN:N 2.28 0.51
24:QQ:390:LEU:N 24:Q:397:LEU:CD1 2.73 0.51
25:R:40:1LE:HG22 25:R:44:LYS:HB2 1.92 0.51
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25:R:392:ARG:NH1 25:R:392:ARG:CG 2.73 0.51
25:R:414:LEU:HA 26:S:471:LEU:CD1 2.40 0.51
26:S:201:ILE:N 27:T:46:ILE:HD11 2.24 0.51
26:S:379:LEU:HD23 26:S:380:CYS:N 2.26 0.51
29:V:36:LYS:NZ 29:V:68:VAL:O 2.25 0.51
31:X:25:THR:HB 31:X:26:PRO:HD2 1.92 0.51
33:7:446:GLU:HG3 33:7:484:LYS:HG3 1.92 0.51
8:a:92: ASN:HB2 14:¢:121:GLN:OE1 2.10 0.51
11:d:47:GLU:CD 11:d:166:ARG:HH21 2.19 0.51
11:d:122:GLN:HA 12:€:136:ARG:HG2 1.92 0.51
12:e:167:TYR:CE2 12:e:170:LYS:HD3 2.44 0.51
14:¢:23:GLN:O 14:g:27:ALA:N 2.32 0.51
5:j:124:PHE:CE1 5:3:130:ILE:HG12 2.45 0.51
7:1:276:LYS:HZ1 7:1:285:VAL:C 2.19 0.51
2:2:193:ASP:N 2:2:197:ASP:0OD2 2.43 0.51
4:4:230:LYS:HB3 4:4:232:TYR:CZ 2.45 0.51
6:6:41:HIS:HE2 6:6:109:LYS:HZ3 1.57 0.51
7:7:92:ASP:CG 7:7:108:LYS:HZ2 2.19 0.51
10:C:38:ILE:HG23 10:C:162:ALA:HB2 1.90 0.51
10:C:69:LEU:HB2 10:C:73:1ILE:HG22 1.92 0.51
12:E:22:PHE:O 12:E:26: TYR:N 2.32 0.51
12:E:72:ARG:O 12:E:228:PHE:N 2.37 0.51
12:E:123:PHE:CZ 12:E:137:PRO:HG3 2.46 0.51
12:E:167:TYR:CE2 13:F:57:SER:HB3 2.45 0.51
15:H:234:ARG:HD3 | 20:M:403:LEU:HD21 1.93 0.51
15:H:275:ILE:HG21 16:1:335:GLU:OE1 2.11 0.51
15:H:341:ASP:CG 15:H:367:ARG:HH22 2.18 0.51
15:H:436:LYS:HG3 15:H:437:VAL:HG13 1.92 0.51
17:J:114:CYS:HB3 17:J:123:HIS:HB3 1.93 0.51
17:J:160:ILE:O 17:J:164:.1LE:N 2.42 0.51
17:J:186:1ILE:HG23 17:J:314:1ILE:O 2.11 0.51
19:L:88:TYR:HA 20:M:33:ARG:HH21 1.74 0.51
20:M:139:LYS:HD3 | 20:M:158: THR:HG21 1.92 0.51
20:M:417:GLU:HA 20:M:420:SER:CB 2.41 0.51
21:N:75:TYR:CD2 21:N:104:LYS:HE2 2.45 0.51
21:N:701:VAL:O 21:N:705:ILE:N 2.33 0.51
22:0:253:GLN:O 22:0:256:ASN:HB2 2.09 0.51
23:P:113:ASN:O 23:P:117:SER:N 2.27 0.51
23:P:248:ASP:HB2 23:P:257:TRP:CD1 2.45 0.51
23:P:392:LYS:HE2 24:QQ:354:PHE:HB2 1.72 0.51
24:Q:149:LYS:HA 24:Q:151:TYR:CE1 2.45 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
24:QQ:159:ASN:HA 24:Q:162:LEU:HD12 1.92 0.51
24:QQ:339:TYR:HE1 24:Q:342:LEU:HD13 1.74 0.51
25:R:328:PHE:O 25:R:332:GLU:CB 2.58 0.51
26:5:391:GLY:O 26:S:394:1LE:HG13 2.10 0.51
27:T:86:LYS:HA 27:T:89:TYR:HB3 1.92 0.51
28:U:198:LYS:0O 28:U:201:GLN:HB3 2.10 0.51
28:U:225:ILE:O 28:U:228:LYS:HB3 2.11 0.51
29:V:37:MET:HG2 29:V:108: TYR:CD2 2.46 0.51
30:W:162:ASN:HB2 30:W:169:SER:OG 2.11 0.51
30:W:179:ARG:HB3 | 30:W:184:ASN:HD21 1.75 0.51
33:72:516:THR:HG23 33:2:562: TRP:CD2 2.46 0.51
10:¢:68:LYS:HA 10:¢c:74:ALA:HA 1.92 0.51
4:1:230:LYS:HB3 4:1:232:TYR:CZ 2.45 0.51
2:2:92:ASP:0OD2 2:2:144: TRP:N 2.36 0.51
2:2:111:ASN:OD1 2:2:114:ALA:N 2.44 0.51
3:3:151: THR:O 3:h:152:PHE:HA 2.11 0.51
3:3:166:SER:HG 3:3:169:GLU:N 2.04 0.51
7:7:203:CYS:HB2 7:7:212:TYR:CE2 2.46 0.51
1:8:40:ALA:HB3 1:8:226:VAL:HB 1.92 0.51
2:9:111:ASN:OD1 2:9:114:ALA:N 2.43 0.51
10:C:68:LYS:HA 10:C:74:ALA:HA 1.92 0.51
10:C:218:LYS:HB2 10:C:225:VAL:HG22 1.91 0.51
13:F:50:LYS:HE2 13:F:212:SER:HB2 1.92 0.51
14:G:119:TYR:CE1 14:G:123:HIS:HE1 2.28 0.51
15:H:197:-MET:HG3 15:H:290:MET:HE3 1.91 0.51
15:H:244:LYS:O 15:H:346:ARG:HD2 2.11 0.51
16:1:276:GLY:CA 16:1:279:LEU:HG 2.34 0.51
18:K:50:LYS:O 18:K:53:LYS:HB3 2.10 0.51
20:M:132:VAL:HG21 20:M:155:ILE:HB 1.92 0.51
20:M:267:PHE:HB2 20:M:311:GLN:OE1 2.10 0.51
21:N:311:ILE:HA 21:N:339:-MET:HE1 1.93 0.51
21:N:437:GLU:HA 21:N:440:ASP:HB2 1.93 0.51
21:N:899:ASN:O 21:N:902:VAL:HG22 2.11 0.51
22:0:57:LEU:C 22:0:59:LEU:H 2.18 0.51
22:0:81:TYR:C 22:0:84:ALA:H 2.16 0.51
23:P:58:VAL:O 23:P:62:1LE:HG13 2.11 0.51
23:P:63:VAL:HA 23:P:66:LEU:HD12 1.92 0.51
23:P:404:LYS:HE3 23:P:406:LYS:HA 1.92 0.51
24:Q:64:LEU:HA 24:Q:67:THR:HB 1.92 0.51
25:R:252: TYR:OH 25:R:319:CYS:HB3 2.10 0.51
25:R:292:LEU:HD13 | 25:R:307:TYR:CD1 2.45 0.51
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25:R:400: TYR:HH 26:S:461:PHE:HE2 1.55 0.51
25:R:408:ASP:0O 25:R:411:LEU:N 2.44 0.51
26:S:199:GLU:N 26:S:200:GLU:CA 2.73 0.51
26:S:339:GLN:HG2 26:S:340:LYS:H 1.75 0.51
28:U:69:ASP:0OD1 28:U:70:HIS:N 2.44 0.51
31:X:31:GLY:HA2 31:X:54:GLU:HG3 1.92 0.51
33:7:152:GLU:OE2 33:7:155:ARG:NH2 2.43 0.51
33:7:505:VAL:O 33:7:509:LEU:N 2.30 0.51
33:7:593:HIS:H 33:7:596: THR:HB 1.70 0.51
33:7:884:THR:HA 33:7:903:MET:HE3 1.92 0.51
9:b:19:GLY:O 9:b:23:TYR:N 2.31 0.51
9:b:181:ASP:OD1 9:b:182:GLU:N 2.43 0.51
10:¢:35:ALA:HB3 10:¢:165:VAL:HG23 1.91 0.51
11:d:171:VAL:CG2 11:d:198:SER:HB2 2.41 0.51
12:e:73:HIS:C 12:¢:222:ILE:HD11 2.36 0.51
13:f:84:LEU:HD21 13:f:128:TYR:CZ 2.45 0.51
14:g:68:GLN:O 14:¢:76:CYS:N 2.43 0.51
3:h:59:LYS:HD3 3:h:121:TYR:CD2 2.45 0.51
3:h:171:VAL:O 3:h:175:LYS:N 2.35 0.51
7:1:204:VAL:HA 7:1:208:GLN:OE1 2.09 0.51
1:1:153:GLU:OE1 1:1:156:ARG:HB2 2.10 0.51
6:6:25:ILE:HG12 6:k:139: TYR:OH 2.10 0.51
6:6:181:VAL:O 6:6:192:VAL:N 2.43 0.51
9:B:42:GLY:HA2 9:B:145:PHE:CD1 2.46 0.51
9:B:128:ARG:NH1 9:B:129:PRO:O 2.43 0.51
9:B:159: TRP:CD2 9:B:162: THR:HB 2.46 0.51
10:C:119:LYS:HD3 10:C:153:PRO:HA 1.93 0.51
10:C:137:TYR:CE2 10:C:151:SER:HB3 2.46 0.51
11:D:47:GLU:CD 11:D:166:ARG:HH21 2.19 0.51
12:E:73:HIS:C 12:E:222:1LE:HD11 2.36 0.51
12:E:110:GLU:O 12:E:114:GLN:N 2.32 0.51
12:E:128:SER:HB2 13:F:125:GLY:HA3 1.91 0.51
13:F:87:TYR:O 13:F:91:GLN:HG2 2.11 0.51
15:H:96:PRO:HG2 16:1:137:GLU:OE2 2.10 0.51
15:H:170:GLU:N 15:H:174:VAL:HG22 2.26 0.51
16:1:199:LYS:N 16:1:273:ARG:O 2.40 0.51
17:J:130:ALA:HA 17:J:131:ASP:CG 2.35 0.51
17:J:346:VAL:HG12 17:J:350:MET:HE3 1.93 0.51
18:K:105:GLN:NE2 18:K:128:ARG:HD3 2.26 0.51
18:K:245:LYS:HZ1 19:L:256:ILE:HG12 1.74 0.51
18:K:281:ARG:HH21 18:K:284:ALA:HA 1.76 0.51
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19:1:228:LYS:0 19:L:231:LEU:HB2 2.10 0.51
21:N:406:TYR:HB2 21:N:448:LEU:HB2 1.93 0.51
21:N:515:ARG:HD3 21:N:738:GLN:CD 2.36 0.51
22:0:140:LYS:CG 22:0:181:PHE:CD2 2.94 0.51
22:0:298:GLU:OE1 22:0:356:ARG:HD3 2.09 0.51
23:P:181:LEU:HD11 23:P:219:GLU:HB3 1.93 0.51
24:Q:65:TYR:HB3 24:Q:70:ALA:C 2.36 0.51
24:Q:151:TYR:HA 24:QQ:154:SER:HB2 1.93 0.51
24:QQ:284:ALA:O 24:Q:287:THR:OG1 2.28 0.51
25:R:96:GLN:HA 25:R:99: TYR:HD2 1.75 0.51
26:S:421:TYR:OH 27:T:208:LEU:O 2.28 0.51
26:S:458:GLN:HE22 28:U:270:ASN:HA 1.76 0.51
28:U:225:ILE:O 28:U:229:LEU:HG 2.10 0.51
28:U:234:ASN:O 28:U:259:ASN:ND2 2.43 0.51
29:V:162:GLY:N 29:V:165:ILE:HD12 2.26 0.51
29:V:241:THR:O 29:V:243:SER:N 2.44 0.51
5:3:100:PHE:C 5:3:102:PRO:HD3 2.36 0.51
7:1:94:ARG:HD2 7:1:245:TYR:C 2.35 0.51
1:1:40:ALA:O 1:1:226:VAL:N 2.36 0.51
1:1:213:ARG:HH12 4:4:58:LYS:H 1.59 0.51
2:2:94:GLN:HE22 3:h:138:VAL:N 1.99 0.51
2:2:179:PHE:CE2 2:2:221:ASP:HB2 2.46 0.51
4:4:49:SER:HB2 4:4:60:CYS:SG 2.50 0.51
5:5:100:PHE:C 5:5:102:PRO:HD3 2.36 0.51
7:7:94:ARG:HD2 7:7:245:TYR:C 2.35 0.51
9:B:181:ASP:OD1 9:B:182:GLU:N 2.43 0.51
12:E:167:TYR:CD2 12:E:170:LYS:HD3 2.45 0.51
13:F:69:HIS:CD2 13:F:102:LYS:HB3 2.45 0.51
15:H:200: VAL:HG13 15:H:271:PHE:O 2.11 0.51
15:H:310:GLU:HB3 15:H:313:ALA:HB2 1.92 0.51
16:1:358:ILE:HG13 16:1:359:GLU:N 2.26 0.51
16:1:359:GLU:C 16:1:361:LEU:H 2.18 0.51
17:J:234:PHE:HB2 17:J:275:LEU:HD22 1.92 0.51
19:L:345:ARG:CZ 19:1.:347:VAL:HA 2.41 0.51
20:M:37:LEU:O 20:M:72:ASN:HB2 2.11 0.51
21:N:660:LEU:O 21:N:664:LEU:HG 2.11 0.51
22:0:64:ASN:C 22:0:66:VAL:N 2.68 0.51
23:P:131:PHE:C 23:P:133:GLU:H 2.19 0.51
23:P:269:VAL:HG12 | 23:P:341:LEU:HD22 1.93 0.51
24:Q:59:LEU:CD1 24:Q:103:LYS:HG3 2.38 0.51
24:Q:148:LYS:HG2 24:QQ:150:GLN:HG2 1.92 0.51
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26:S:214:MET:SD 26:S:233:LEU:HG 2.50 0.51
26:S:302:HIS:C 26:S:306:SER:HG 2.19 0.51
28:U:56:PHE:HD1 28:U:68:LEU:HB2 1.74 0.51
29:V:52:LEU:HD11 29:V:88:GLN:OE1 2.11 0.51
30:W:136:ASN:OD1 30:W:167:GLU:HG2 2.11 0.51
33:7:232:LYS:O 33:7:235:GLN:N 2.44 0.51
33:7:315:ALA:HA 33:7:321:PHE:CD2 2.46 0.51
33:7Z:575:MET:CB 33:7:606:CYS:CA 2.89 0.51
33:7:602:LEU:HD11 33:7:882:LEU:HD23 1.92 0.51
33:7:884: THR:HG22 33:7:903:MET:HE3 1.93 0.51
9:b:159: TRP:CD2 9:b:162: THR:HB 2.46 0.51
11:d:12:SER:CB 11:d:16:HIS:H 2.24 0.51
6:k:41:HIS:HE2 6:k:109:LYS:HZ3 1.58 0.51
7:1:219:TYR:OH 7:1:221: TRP:HA 2.11 0.51
4:4:37:PHE:HB2 4:4:175:LEU:O 2.11 0.51
8:A:51:THR:HB R:A:228:ALA:HB3 1.91 0.51
8:A:126:GLN:OE1 9:B:80:PRO:HB2 2.11 0.51
10:C:181:LYS:O 10:C:184:MET:HG3 2.11 0.51
11:D:171:VAL:CG2 11:D:198:SER:HB2 2.41 0.51
12:E:205:LYS:HB2 12:E:212:LEU:HD13 1.93 0.51
15:H:95:HIS:HD2 15:H:190:ARG:O 1.93 0.51
15:H:376:GLU:OE1 15:H:378:SER:OG 2.29 0.51
17:J:35:ARG:O 17:J:35:ARG:NH1 2.39 0.51
17:J:43:ARG:HG3 26:S:480:ARG:NH2 2.25 0.51
18:K:129:GLU:CD 18:K:129:GLU:H 2.18 0.51
18:K:279: THR:OG1 18:K:323:THR:O 2.24 0.51
19:L:365: THR:HB 19:L:370:LYS:NZ 2.23 0.51
19:1.:368:VAL:O 19:L:370:LYS:HG3 2.11 0.51
20:M:364:HIS:CE1 20:M:392:LYS:HB2 2.46 0.51
21:N:421:ASP:0O 21:N:425:ASN:N 2.40 0.51
21:N:486:GLY:HA2 21:N:524:ILE:HG23 1.93 0.51
23:P:128:ASN:ND2 23:P:166:GLU:OE1 2.43 0.51
23:P:168:TYR:C 23:P:170:SER:N 2.69 0.51
23:P:198:VAL:HA 23:P:201:ARG:HE 1.75 0.51
23:P:222:ASN:C 23:P:226:LYS:HZ3 2.19 0.51
23:P:226:LYS:HA 23:P:229:LEU:HD12 1.93 0.51
23:P:393:VAL:N 24:Q:352:GLU:O 2.42 0.51
23:P:419:VAL:HG11 29:V:238:LEU:HA 1.92 0.51
26:S:228:GLU:CD 26:5:228:GLU:H 2.19 0.51
28:U:65:VAL:HG22 30:W:93:ILE:HG13 1.93 0.51
33:7:162:GLY:0O 33:7:166:ASN:HB2 2.11 0.51
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33:7:753:GLY:N 33:7:754:LYS:CB 2.73 0.51
33:7:833:GLN:HA 33:7:836:SER:OG 2.11 0.51
33:7:928:ARG:CD 33:7:968:ASP:HA 2.41 0.51
8:a:12:TYR:O 8:a:15:HIS:N 2.44 0.51
8:a:227:VAL:N 8:a:234:PHE:O 2.36 0.51
9:b:213:ILE:HG12 9:b:236:ARG:HG2 1.92 0.51
10:¢:48:ALA:O 10:¢:212:GLU:N 2.35 0.51
11:d:187:THR:O 11:d:190:GLU:HG2 2.11 0.51
14:g:12:ASN:OD1 14:2:21:ASN:ND2 2.40 0.51
4:1:182:LYS:O 4:1:185:SER:HB3 2.11 0.51
3:3:191:VAL:HG21 3:3:206:1ILE:HD11 1.93 0.51
5:5:53:ILE:HG12 5:5:107:PRO:HB3 1.93 0.51
6:6:8:ARG:HG3 6:6:114:PRO:HB2 1.93 0.51
7787 ILE:HG13 7:7:185:PRO:HB3 1.92 0.51
1:8:30: THR:HA 1:8:74:ASN:ND2 2.25 0.51
1:8:213:ARG:O 4:1:55:VAL:N 2.34 0.51
S:A:72:ILE:HG12 8:A:82:VAL:HB 1.92 0.51
9:B:44:VAL:HG23 9:B:213:ILE:HG22 1.93 0.51
9:B:109:LEU:O 9:B:113:GLU:HG2 2.11 0.51
12:E:233:ASN:O 12:E:236: THR:HB 2.11 0.51
13:F:73:SER:OG 13:F:133:LEU:HB2 2.10 0.51
13:F:84:LEU:HD21 13:F:128:TYR:CZ 2.45 0.51
14:G:23:GLN:O 14:G:27:ALA:N 2.32 0.51
15:H:156:VAL:HG22 15:H:181:TYR:CG 2.46 0.51
15:H:210:ASP:0OD2 15:H:255:GLY:HA2 2.11 0.51
15:H:376:GLU:HG2 15:H:378:SER:N 2.26 0.51
16:1:145:ALA:O 16:1:157:VAL:N 2.27 0.51
16:1:212:GLY:HA3 16:1:388:ILE:HG12 1.93 0.51
17:J:163:VAL:C 17:J:167:PRO:HG2 2.35 0.51
19:L:361:PHE:O 19:L:365:THR:OG1 2.19 0.51
19:L:374:PHE:CZ 19:L:415:LEU:HD13 2.46 0.51
20:M:79:VAL:O 20:M:122:SER:N 2.43 0.51
20:M:127:VAL:HG21 | 20:M:153:TYR:HB3 1.93 0.51
21:N:111:GLN:C 21:N:115:LYS:HZ3 2.19 0.51
21:N:694:LEU:O 21:N:697:PHE:HB3 2.11 0.51
22:0:41:LEU:HG 22:0:50:ASP:O 2.11 0.51
23:P:256:LYS:O 23:P:259:PRO:HD2 2.11 0.51
23:P:348:HIS:HD1 23:P:351:ARG:HD?2 1.76 0.51
25:R:128:LEU:HA 25:R:131:ALA:HB3 1.93 0.51
25:R:148:ASP:C 25:R:150:ALA:N 2.68 0.51
25:R:152:LYS:HB3 25:R:156:LYS:HZ1 1.75 0.51
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25:R:198:ILE:C 25:R:199:GLU:OE2 2.54 0.51
26:S5:464:ARG:HH22 28:U:278:ILE:C 2.13 0.51
28:U:32:ARG:NE 28:U:58:GLU:OE2 2.44 0.51
28:U:119:LEU:HD12 28:U:137:TYR:O 2.11 0.51
33:7:308:LYS:HZ2 33:72:920:GLY:HA3 1.75 0.51
33:7Z:557:GLU:OE1 33:7:562: TRP:HD1 1.94 0.51
33:7:839:SER:HB3 33:7:845:LEU:HB2 1.93 0.51
11:d:64:VAL:HG22 11:d:74:SER:HB3 1.93 0.51
12:e:15:PHE:HE2 13:£:127:PRO:HD2 1.74 0.51
4:1:37:PHE:HB2 4:1:175:LEU:O 2.11 0.51
5:3:74:TYR:OH 5:3:80:ARG:NH2 2.44 0.51
5:3:149:MET:HE3 5::153:LEU:HD11 1.92 0.51
6:k:139:TYR:CE1 6:k:171:ARG:HB3 2.46 0.51
7:1:210:PHE:HB2 7:1:239:ALA:HB2 1.92 0.51
1:1:222:GLU:HG2 1:1:235:PHE:HD1 1.76 0.51
1:1:240:ARG:HB2 4:4:193: TRP:HZ3 1.76 0.51
3:3:176:HIS:HD2 3:h:159:LYS:NZ 2.09 0.51
2:9:107:ASN:ND2 2:9:118:GLU:O 2.37 0.51
9:B:113:GLU:O 9:B:116:LYS:HB3 2.11 0.51
11:D:64:VAL:HG22 11:D:74:SER:HB3 1.93 0.51
13:F:63:ILE:HG21 13:F:214:ALA:HB2 1.93 0.51
14:G:24:VAL:O 14:G:28:VAL:HG23 2.11 0.51
15:H:421:SER:HB2 15:H:450:VAL:HG21 1.92 0.51
16:1:280:ILE:HD12 16:1:282:LYS:HD3 1.93 0.51
17:J:42:ARG:HB2 26:S:480:ARG:NH2 2.25 0.51
17:J:156:GLN:O 17:J:160:ILE:N 2.31 0.51
18:K:69:LYS:O 18:K:72:GLN:HB3 2.11 0.51
19:L:150:ILE:HG23 19:L:151: THR:HG23 1.93 0.51
19:1L:411:ASN:HB2 19:1:412:PRO:HD2 1.92 0.51
20:M:136:ASP:O 20:M:140:LEU:HG 2.10 0.51
20:M:166:ARG:O 20:M:167:VAL:C 2.54 0.51
20:M:302:GLN:NE2 | 20:M:306:LEU:HD11 2.21 0.51
21:N:539:-MET:-HE1 21:N:554: THR:HG21 1.92 0.51
21:N:593:PHE:CE1 21:N:627:ILE:HG21 2.45 0.51
22:0:225:ASP:HA 22:0:226:LYS:CB 2.36 0.51
22:0:301:PHE:O 22:0:303:LYS:HB2 2.11 0.51
23:P:123:ARG:HB3 23:P:128:ASN:N 2.26 0.51
23:P:297:GLU:O 23:P:301:LYS:N 2.38 0.51
24:Q:39:SER:OG 24:Q:87:GLN:HB3 2.11 0.51
24:Q:75:ARG:HH11 24:Q:116:PHE:HE2 1.58 0.51
24:Q:91:SER:HB3 9:b:249:ALA:CB 2.41 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
24:Q:135:HIS:O 24:Q:139:ILE:HG13 2.11 0.51
25:R:31:PHE:CE1 25:R:320:LYS:HA 2.45 0.51
25:R:74:ASN:HA 25:R:87:SER:HA 1.93 0.51
26:S:144:LEU:HD22 26:S:155:LEU:HD13 1.92 0.51
26:S:296:ALA:C 26:5:299:LYS:HG2 2.36 0.51
27:T:20: TYR:HB3 27:T:68:ALA:HB1 1.92 0.51
27:T:105:LEU:O 27:T:109:TYR:N 2.40 0.51
27:T:118:ASN:HB3 27:T:121:LYS:NZ 2.26 0.51
27:T:190:ALA:HB1 27:T:226: TRP:CH2 2.46 0.51
28:U:191:THR:HA 28:U:194:LEU:HD12 1.92 0.51
29:V:117:TRP:HA 29:V:156:PHE:HZ 1.76 0.51
30:W:157:PHE:O 30:W:161:VAL:HG23 2.11 0.51
31:X:48:PHE:CD2 31:X:66:LEU:HD23 2.46 0.51
33:7:298:PHE:HB3 33:7:338:HIS:HB3 1.93 0.51
33:7:542:1LE:HA 33:7:545:SER:HB2 1.91 0.51
33:7:740:VAL:HG21 33:7:769:ASN:ND2 2.25 0.51
33:7:753:GLY:C 33:7:755:GLU:H 2.17 0.51
33:7:958:ASN:H 33:2:961:GLU:CD 2.18 0.51
9:b:42:GLY:HA2 9:b:145:PHE:CD1 2.46 0.51
9:b:109:LEU:O 9:b:113:GLU:HG2 2.11 0.51
9:b:113:GLU:O 9:b:116:LYS:HB3 2.11 0.51
9:b:128:ARG:NH1 9:b:129:PRO:O 2.43 0.51
11:d:25:GLU:O 11:d:29:ARG:N 2.34 0.51
14:g:38:1LE:HA 14:2:164:ALA:HA 1.92 0.51
14:¢:115:ARG:HH21 3:h:89:TYR:HE2 1.58 0.51
14:¢:185:GLU:HG3 14:2:186:GLY:N 2.26 0.51
6:k:181:VAL:O 6:k:192:VAL:N 2.43 0.51
7:1:203:CYS:HB2 7:1:212:TYR:CE2 2.46 0.51
1:1:56:SER:OG 1:1:58:TYR:O 2.27 0.50
3:3:158:ASP:HB2 3:h:184: TRP:HZ2 1.77 0.50
7:7:282:PHE:HB3 7:7:285:VAL:CG2 2.41 0.50
1:8:95:HIS:O 1:8:100:ASP:N 2.30 0.50
1:8:119:LYS:HB3 1:8:123:PRO:HA 1.92 0.50
2:9:100:LEU:HD21 2:9:129:LEU:HD21 1.93 0.50
12:E:176:SER:OG 12:E:177:GLU:OE1 2.29 0.50
14:G:48:PHE:N 14:G:217:SER:O 2.27 0.50
14:G:68:GLN:O 14:G:76:CYS:N 2.43 0.50
14:G:200:ILE:HG21 14:G:214:LEU:HD13 1.92 0.50
15:H:67:ALA:O 15:H:71:GLU:HG3 2.11 0.50
15:H:368:PRO:HG3 20:M:390:GLN:N 2.26 0.50
15:H:377:PHE:O 15:H:378:SER:HB2 2.11 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
15:H:436:LYS:HG3 15:H:437:VAL:N 2.26 0.50
16:1:124:GLU:O 16:1:127:ARG:N 2.44 0.50
18:K:155:ASP:HA 18:K:160: VAL:HA 1.92 0.50
19:L:92:GLU:HB2 20:M:29:GLU:OE1 2.11 0.50
21:N:27:SER:O 21:N:31:VAL:HG22 2.11 0.50
21:N:344: THR:HA 21:N:374:ILE:HG22 1.92 0.50
21:N:424:L.YS:HA 21:N:427:ILE:HB 1.92 0.50
21:N:591:LEU:O 21:N:595:LEU:N 2.39 0.50
21:N:924:LYS:HG3 21:N:925:ASP:HB2 1.93 0.50
22:0:196:LEU:CD2 22:0:233:LEU:HD21 2.40 0.50
23:P:261:LEU:O 23:P:264:1LE:N 2.44 0.50
23:P:284: ILE:HG23 23:P:285:GLN:H 1.75 0.50
25:R:116:LYS:HE2 25:R:133:ALA:HB2 1.93 0.50
26:S:338:MET:HB2 26:S:343:LEU:H 1.76 0.50
26:5:390: THR:HG23 26:S:393:ARG:NH2 2.23 0.50
26:S:464:ARG:HH12 28:U:278:ILE:CA 2.24 0.50
27:T:33:GLU:HB3 27:T:37:ASN:ND2 2.26 0.50
28:U:11:ALA:O 28:U:14:VAL:HB 2.10 0.50
28:U:270:ASN:O 28:U:274:-MET:HG3 2.11 0.50
31:X:14:VAL:HG23 31:X:50: TRP:CD1 2.46 0.50
33:7:299:ASP:0O 33:7:338:HIS:HE1 1.94 0.50
33:7:602:LEU:CD1 33:7:882:LEU:CD2 2.89 0.50
33:7:985:LYS:HD?2 33:7:986:ASN:H 1.76 0.50
12:e:167:TYR:CD2 12:e:170:LYS:HD3 2.45 0.50
12:€:211:LYS:C 12:e:216:ASN:HD21 2.20 0.50
12:€:220:SER:CB 12:e:230:ILE:HA 2.41 0.50
13:£:63:ILE:HG21 13:£:214:ALA:HB2 1.93 0.50
13:£:87:TYR:O 13:£:91:GLN:HG2 2.11 0.50
2:2:49:TYR:HE2 2:2:51:ASN:HB2 1.76 0.50
2:2:90:ILE:HG23 2:2:93:MET:HE2 1.94 0.50
4:4:38:ASN:HD21 4:4:176: THR:HA 1.76 0.50
9:B:48:GLU:O 9:B:63:LYS:NZ 2.41 0.50
11:D:239:GLU:HA 11:D:242:GLU:CD 2.37 0.50
15:H:69:VAL:O 15:H:72:SER:OG 2.13 0.50
15:H:280:VAL:O 16:1:285:GLY:HA3 2.11 0.50
15:H:395:SER:O 16:1:238:-MET:CB 2.60 0.50
17:J:173:LEU:C 17:J:176:SER:HG 2.19 0.50
17:J:257:ARG:HH22 17:J:295:ASN:HB2 1.76 0.50
17:J:329:ARG:HA 17:J:343:LEU:HD13 1.94 0.50
17:J:334:LYS:HA 25:R:203:ASP:0OD2 2.11 0.50
18:K:98:GLN:HB3 18:K:111:SER:HB2 1.92 0.50
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19:L:170:MET:SD 19:L:265:GLU:HG3 2.51 0.50
19:1:370:LYS:HA 19:L:410:ILE:N 2.26 0.50
20:M:167:VAL:CG2 | 20:M:262:LEU:HD22 2.41 0.50
20:M:362: GLN:O 20:M:366:ARG:N 2.44 0.50
21:N:6:ALA:C 21:N:10:LEU:HG 2.37 0.50
21:N:28:ILE:O 21:N:32:VAL:HG23 2.11 0.50
21:N:120:ASP:OD1 21:N:121:GLU:N 2.43 0.50
21:N:875:LEU:HD23 21:N:877:GLN:HB2 1.93 0.50
22:0:100:ASP:O 22:0:104:ALA:HB3 2.10 0.50
22:0:245:ASP:0O 22:0:248:TYR:HB2 2.11 0.50
22:0:245:ASP:HA 22:0:249:ASP:0OD1 2.11 0.50
22:0:301:PHE:CE2 22:0:308:LEU:N 2.78 0.50
23:P:307:GLU:HB3 23:P:309:MET:HG2 1.93 0.50
23:P:324:GLU:HA 23:P:334:ASN:OD1 2.11 0.50
24:Q:135:HIS:CG 24:Q:164:GLU:HG2 2.46 0.50
24:Q:162:LEU:HB3 24:Q:166:LYS:HE3 1.93 0.50
24:Q:275:1LE:HG22 24:Q:279:LYS:HZ3 1.75 0.50
24:Q:364:LYS:C 24:Q:367:GLY:H 2.19 0.50
24:Q:415:LEU:O 24:Q:418:GLN:N 2.44 0.50
25:R:175:ALA:CB 25:R:243:LEU:HD13 2.42 0.50
25:R:198:ILE:HG12 25:R:200:LYS:HB3 1.91 0.50
26:S:302:HIS:CG 26:S:305:LYS:HB2 2.46 0.50
26:S:338:MET:CG 26:S:343:LEU:H 2.23 0.50
27:T:197:TYR:O 27:T:235:PHE:HD2 1.93 0.50
27:T:254:ASP:HB2 27:T:258:ASN:OD1 2.10 0.50
30:W:51:LEU:O 30:W:62:LEU:N 2.42 0.50
30:W:113:PHE:HA 30:W:142:1LE:HB 1.92 0.50
30:W:186:ALA:HA 30:W:191:1LE:HD11 1.92 0.50
31:X:14:VAL:C 31:X:29:VAL:HG21 2.36 0.50
31:X:33:ILE:HD13 31:X:99:PHE:CG 2.45 0.50
33:7:309:GLN:NE2 33:2:974: THR:O 2.45 0.50
33:7:394: TYR:HE?2 33:7:858:GLY:C 2.18 0.50
33:7:518:LEU:HD21 33:7:896:LYS:HE3 1.92 0.50
33:7:774:ARG:NE 33:7:893:PHE:HB2 2.26 0.50
9:h:38:LYS:HA 9:b:43:VAL:HG22 1.93 0.50
9:b:68:THR:O 9:b:71:ILE:N 2.39 0.50
12:€:205:LYS:HB2 12:e:212:LEU:HD13 1.93 0.50
14:¢:243:ALA:O 14:g:247:1LE:N 2.33 0.50
3:h:116:ILE:O 3:h:132:ILE:N 2.29 0.50
1:1:141:VAL:HB 1:1:153:GLU:O 2.12 0.50
2:2:122:PRO:HB3 2:2:151:GLY:HA3 1.94 0.50
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2:2:186:PRO:HA 2:2:189:ARG:HB2 1.94 0.50
6:6:33:ASP:OD1 6:6:35: THR:N 2.28 0.50
6:6:60:ILE:HA 6:6:63:ASN:OD1 2.11 0.50
7:7:172:-MET:N 7:7:192:SER:HB3 2.24 0.50
8:A:219:SER:N 8:A:222:ASP:0D2 2.28 0.50
9:B:38:LYS:HA 9:B:43:VAL:HG22 1.93 0.50
10:C:198:SER:N 10:C:206:LEU:HD22 2.27 0.50
11:D:238:GLN:O 11:D:242:GLU:HG3 2.11 0.50
12:E:220:SER:CB 12:E:230:ILE:HA 2.41 0.50
13:F:7:ASP:HA 13:F:20:PHE:HB2 1.91 0.50
13:F:171:TYR:O 13:F:175:THR:OG1 2.19 0.50
14:G:9:ASP:HB3 14:G:22:PHE:CD2 2.46 0.50
17:J:172:GLU:HA 17:J:175:GLU:HB2 1.94 0.50
17:J:334:LYS:O 25:R:203:ASP:HB3 2.11 0.50
18:K:342:SER:HA 18:K:343:LEU:HD12 1.92 0.50
20:M:81:ASN:CG 20:M:143:ASN:HA 2.36 0.50
20:M:167:VAL:HG21 | 20:M:262:LEU:HD22 1.93 0.50
20:M:178:GLU:HB3 20:M:182:ASP:0OD2 2.10 0.50
20:M:375:ASN:HB3 20:M:378:GLU:CD 2.37 0.50
21:N:539:MET:HB3 21:N:547:LEU:O 2.11 0.50
21:N:758:VAL:O 21:N:871:MET:N 2.45 0.50
22:0:130:ASP:HA 22:0:153:LEU:CD1 2.42 0.50
22:0:167:ILE:O 22:0:170:SER:HB3 2.12 0.50
22:0:277:ILE:HG23 22:0:279:ILE:HD12 1.93 0.50
22:0:331:ALA:HA 22:0:337:LEU:HB2 1.93 0.50
25:R:198:ILE:HG12 25:R:200:LYS:CB 2.40 0.50
25:R:259:PHE:HE1 25:R:333:MET:H 1.60 0.50
25:R:371:PHE:CB 25:R:377:LEU:CD2 2.82 0.50
25:R:400: TYR:HH 28:U:274:MET:HA 1.74 0.50
26:S:240:ASP:HA 26:S:243:ASN:ND2 2.26 0.50
26:S:296:ALA:O 26:S:299:LYS:0O 2.29 0.50
26:S:437:ASN:HB3 26:5:439:GLU:HG2 1.93 0.50
26:S:453:ASP:HB3 28:U:271:ASP:CG 2.36 0.50
27:T:57:ILE:HA 27:T:60:ARG:HB2 1.92 0.50
27:T:149:ASP:O 27:T:153:MET:N 2.27 0.50
33:7:304:PRO:CA 33:7:340:LEU:HD13 2.37 0.50
33:7:358:TYR:CD2 33:7:960:GLY:O 2.65 0.50
33:7:364:ASN:HD22 33:72:954:PRO:HG2 1.76 0.50
33:7:397:ASP:HB3 33:7:425:1LE:HG21 1.93 0.50
33:7:623:ARG:HG3 33:7:739:ALA:HB2 1.92 0.50
33:7:915:ALA:HA 33:7:981:VAL:O 2.10 0.50
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9:b:44:VAL:HG23 9:b:213:ILE:HG22 1.93 0.50
10:¢:208: TYR:CG 10:¢:209:ASP:N 2.79 0.50
11:d:6:ARG:O 11:d:125:GLY:N 2.37 0.50
3:h:12:LYS:HE2 4:1:120:GLN:HB3 1.93 0.50
3:h:152:PHE:HE2 3:h:185:ASP:HB2 1.76 0.50
5:3:78:GLU:HB3 5:3:80:ARG:HG2 1.93 0.50
6:k:40:PRO:HG2 6:k:74:GLU:CD 2.35 0.50
2:2:107:ASN:HB2 2:2:120:LEU:HD21 1.93 0.50
2:2:126:PHE:CZ 2:2:161:ARG:HG2 2.47 0.50
5:5:74:TYR:OH 5:5:80:ARG:NH2 2.44 0.50
5:5:154:TYR:OH 5:5:156:PRO:HA 2.12 0.50
1:8:119:LYS:O 1:8:122:PHE:N 2.42 0.50
1:8:240:ARG:HH21 2:9:193:ASP:CG 2.18 0.50
9:B:174:PHE:O 9:B:177:LYS:HB2 2.11 0.50
14:G:42:CYS:HB2 14:G:187:LEU:O 2.10 0.50
16:1:136:LEU:H 16:1:172:CYS:C 2.19 0.50
16:1:374:LYS:NZ 16:1:376:LEU:HB3 2.26 0.50
17:J:55:VAL:HG21 18:K:75:LEU:HD22 1.93 0.50
17:J:354:SER:H 17:J:357:ASP:HB2 1.76 0.50
18:K:63:LEU:HD12 18:K:66:ASP:HB2 1.94 0.50
18:K:66:ASP:HA 18:K:69:LYS:HZ1 1.77 0.50
18:K:215:PRO:C 18:K:217:THR:N 2.67 0.50
19:L:94:ASP:O 19:L:98:LEU:HG 2.11 0.50
19:L:138:SER:OG 19:1:139:LYS:N 2.44 0.50
19:L:164:ASP:HB3 19:L:265:GLU:HG2 1.93 0.50
19:L:180:PHE:HA 19:L:234:ALA:HB1 1.93 0.50
19:L:300:GLU:C 19:1:303:ARG:HH12 2.19 0.50
20:M:77:'TYR:HD2 20:M:148:VAL:O 1.95 0.50
21:N:209:LYS:O 21:N:213:PHE:N 2.30 0.50
22:0:310:PHE:CD2 22:0:346:GLU:C 2.90 0.50
23:P:48:GLN:HA 23:P:86:HIS:HB2 1.94 0.50
23:P:308:LEU:HD23 23:P:369:LEU:HG 1.93 0.50
23:P:417:HIS:HA 23:P:420:ASP:CB 2.40 0.50
25:R:38:VAL:N 25:R:42:GLN:OE1 2.45 0.50
25:R:45:GLU:HA 25:R:48:GLU:OE1 2.10 0.50
25:R:172:LEU:HB3 25:R:176:ARG:NH1 2.23 0.50
26:S:290:ASN:ND2 26:S:294:ILE:HD11 2.26 0.50
26:S:323:LEU:HD21 26:S:379:LEU:HG 1.92 0.50
27:T:85:LEU:O 27 T:89:'TYR:N 2.26 0.50
27:T:250:MET:HA 27:T:251:HIS:C 2.34 0.50
29:V:238:LEU:N 29:V:241: THR:0G1 2.21 0.50
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32:Y:73:PHE:O 32:Y:77:LEU:N 2.29 0.50
32:Y:84:TYR:O 32:Y:88:ASN:N 2.32 0.50
33:7:236:PHE:CE2 33:7:237:VAL:HG23 2.47 0.50
33:72:337:GLU:HA 33:7:340:LEU:HD21 1.93 0.50
33:Z:560: THR:O 33:7:563:VAL:HB 2.11 0.50
33:7Z:877:THR:O 33:7:880:SER:N 2.41 0.50
33:7:925:VAL:HG22 33:7:983:LEU:HD12 1.92 0.50
9:b:224:TYR:HD2 4:1:68:PRO:HB3 1.76 0.50
10:¢:119:LYS:HD3 10:¢:153:PRO:HA 1.93 0.50
10:¢:218:LYS:HA 10:¢:225:VAL:HA 1.94 0.50
12:€:128:SER:HB2 13:£:125:GLY:HA3 1.93 0.50
14:¢:9:ASP:HB3 14:¢:22:PHE:CD2 2.46 0.50
14:g:71:ASP:CG 14:¢:72:ARG:H 2.18 0.50
4:1:51:GLN:HG3 4:1:56:ALA:HB2 1.94 0.50
5:j:70:LYS:HD3 5:3:90:LEU:HD11 1.92 0.50
5:j:183: TRP:HA 5:j:204:GLN:OE1 2.11 0.50
6:k:8:ARG:HG3 6:k:114:PRO:HB2 1.93 0.50
6:k:60:ILE:HA 6:k:63:ASN:OD1 2.11 0.50
7:1:95:ALA:O 7:1:103:SER:N 2.38 0.50
7:1:282:PHE:HB3 7:1:285:VAL:CG2 2.41 0.50
2:2:48:LYS:HD2 2:2:198:ILE:HD13 1.92 0.50
2:2:89:ASP:0OD2 2:2:91:SER:OG 2.30 0.50
2:2:164:ASN:ND2 2:2:168:VAL:HB 2.15 0.50
5:5:69:TYR:CD1 10:C:96:GLN:HB3 2.47 0.50
5:5:75:LYS:HG3 5:5:80:ARG:C 2.37 0.50
5:5:125:ASP:0OD1 5:5:129:CYS:N 2.45 0.50
7:7:179:'TYR:HB3 7:7:256:THR.:C 2.36 0.50
7:7:219:TYR:OH 7:7:221: TRP:HA 2.11 0.50
8:A:130:GLN:HA 9:B:128:ARG:HE 1.75 0.50
15:H:175:GLY:HA3 15:H:189:PRO:HB3 1.92 0.50
17:J:39:GLU:OE1 26:S:480:ARG:NH1 2.43 0.50
17:J:79:VAL:HG12 17:J:80:SER:N 2.26 0.50
17:J:388:LYS:0O 17:J:391:ASN:HB2 2.12 0.50
18:K:215:PRO:HB2 18:K:220: THR:OG1 2.11 0.50
18:K:259:ARG:O 18:K:263:GLU:N 2.34 0.50
18:K:342:SER:CA 18:K:343:LEU:HD12 2.40 0.50
18:K:397:LYS:HB2 18:K:399:ARG:HG3 1.93 0.50
19:L:77:ARG:HG3 20:M:19:ASP:CG 2.36 0.50
19:L:297:ALA:O 19:1:300:GLU:HB2 2.12 0.50
19:1:397:GLU:HB2 19:L:418:ALA:HB1 1.94 0.50
21:N:498:ILE:HG13 21:N:524:ILE:HD11 1.92 0.50
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22:0:196:LEU:HD23 | 22:0:233:LEU:HD11 1.93 0.50
22:0:262:ASP:0D2 22:0:265:LYS:HG3 2.11 0.50
23:P:97:1ILE:O 23:P:100:VAL:HB 2.11 0.50
23:P:218:LEU:O 23:P:222:ASN:N 2.38 0.50
24:Q:27:TYR:HE1 24:Q:57:SER:HB2 1.72 0.50
24:Q:39:SER:OG 24:Q:87:GLN:O 2.25 0.50
24:Q:66:VAL:C 24:QQ:69:GLY:H 2.19 0.50
24:Q:135:HIS:CD2 24:Q:161:LEU:HD23 2.47 0.50
24:Q:372:GLN:HE22 24:Q:376:LYS:HZ3 1.42 0.50
24:Q:408: THR:HA 29:V:255:ILE:HD12 1.92 0.50
24:Q:408:THR:O 24:Q:411:SER:HB2 2.10 0.50
25:R:67:CYS:HG 25:R:94:PHE:HE1 1.57 0.50
26:S:17:ASP:HA 26:S5:20:HIS:HB2 1.93 0.50
26:5:51:ARG:O 26:5:55:ARG:N 2.27 0.50
26:S:251:SER:HA 26:5:254:ILE:HB 1.93 0.50
26:S:342:LEU:HD21 26:S:346: TYR:HB2 1.93 0.50
26:S:465:ILE:HD13 27:T:260:ILE:HG21 1.92 0.50
28:U:94:HIS:CE1 28:U:122:ILE:HA 2.47 0.50
28:U:166:ALA:HA 28:U:169:ILE:HD12 1.93 0.50
29:V:158:LEU:HD21 29:V:193:ASN:HB2 1.94 0.50
33:7:831:LEU:HD22 | 33:Z:855:LEU:HD13 1.92 0.50
33:7:917:ASN:HD22 33:7:923:1ILE:HG21 1.77 0.50
9:b:95: THR:0G1 9:b:96:SER:N 2.44 0.50
9:b:158:PRO:HG2 10:¢:58:GLU:O 2.12 0.50
11:d:239:GLU:HA 11:d:242:GLU:CD 2.37 0.50
12:e:35:SER:OG 12:e:66:LYS:NZ 2.45 0.50
12:€:153:TYR:OH 12:€:224:LYS:N 2.34 0.50
13:f:13:PHE:HE2 14:g:131:PRO:HD2 1.76 0.50
13:£:227:GLY:0O 13:£:230:VAL:N 2.44 0.50
14:2:9:ASP:HB2 14:2:26: TYR:CE2 247 0.50
5:3:53:1ILE:HG12 5:3:107:PRO:HB3 1.93 0.50
7:1:.87:ILE:HG13 7:1:185:PRO:HB3 1.92 0.50
2:2:51:ASN:HA 2:2:235:LYS:HE2 1.94 0.50
2:2:90:1ILE:O 2:2:94:GLN:N 2.29 0.50
2:2:100:LEU:HD21 2:2:129:LEU:HD21 1.93 0.50
2:2:254:PHE:HB2 4:4:152:TYR:CE1 2.46 0.50
4:4:48:ARG:CZ 4:4:199:GLY:HA3 2.42 0.50
1:8:133:LEU:HD23 1:8:139:GLY:HA2 1.92 0.50
2:9:89:ASP:0D2 2:9:91:SER:OG 2.30 0.50
2:9:109:TYR:HB3 14:G:93:ARG:NH1 2.27 0.50
2:9:193:ASP:N 2:9:197:ASP:0D2 2.43 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
10:C:20:TYR:O 10:C:24:TYR:N 2.34 0.50
10:C:208:TYR:CG 10:C:209:ASP:N 2.79 0.50
12:E:17:PRO:HA 13:F:24:TYR:CE1 2.46 0.50
13:F:227:GLY:O 13:F:230:VAL:N 2.44 0.50
15:H:254: THR:HA 16:1:367:ARG:NH1 2.27 0.50
16:1:377:PHE:HZ 16:1:416:GLY:H 1.59 0.50
16:1:399:SER:OG 16:1:439: THR:HA 2.12 0.50
16:1:431:LEU:C 16:1:434:ARG:H 2.20 0.50
17:J:160:ILE:HG23 17:J:164:1ILE:HD12 1.94 0.50
18:K:349:ARG:HH21 18:K:377:SER:N 2.10 0.50
19:1:364:HIS:HB3 19:1:392:ARG:HG2 1.94 0.50
21:N:69: TYR:HA 21:N:72:LEU:HB2 1.93 0.50
21:N:70:TYR:CE2 26:S:219:LYS:HA 2.46 0.50
21:N:192:LEU:O 21:N:196: THR:HG23 2.11 0.50
21:N:200:SER:HB2 21:N:203:ARG:HH21 1.77 0.50
22:0:169:ASN:HA 22:0:195:TYR:HE1 1.77 0.50
22:0:214:ALA:HA 22:0:217:LEU:HB3 1.94 0.50
24:Q:90:LYS:CE 24:Q:130:ARG:HB2 2.41 0.50
24:Q:372:GLN:O 24:Q:376:LYS:NZ 2.45 0.50
24:QQ:390:LEU:HD23 | 24:Q:397:LEU:HD13 1.91 0.50
25:R:220:ALA:HB2 25:R:321:TYR:CE1 2.46 0.50
25:R:296:LEU:HD13 25:R:304:TYR:CD2 2.47 0.50
25:R:333:MET:O 25:R:337:VAL:N 2.43 0.50
25:R:405:LYS:O 25:R:408:ASP:HB2 2.10 0.50
26:S:1:MET:N 26:S:3:SER:OG 2.43 0.50
26:S:241:PHE:HA 26:S:245:GLY:HA3 1.93 0.50
26:5:475:TYR:OH 28:U:288:PHE:O 2.28 0.50
27:T:93:ASN:O 27:T:95:LYS:N 2.45 0.50
29:V:33:ALA:HB2 29:V:67:ASP:HA 1.94 0.50
30:W:16:SER:C 30:W:18:ASN:H 2.19 0.50
33:7Z:131:LYS:HA 33:7Z:135:LEU:CB 2.41 0.50
33:7:326:VAL:O 33:7:330:ILE:N 2.45 0.50
33:7:839:SER:CB 33:7:845:LEU:HB2 2.42 0.50
33:7Z:877: THR:OG1 33:7:907:GLY:HA3 2.11 0.50
8:a:30:TYR:CE1 14:g:17:PRO:HA 2.46 0.50
S:a:72:ILE:HG12 8:a:82:VAL:HB 1.92 0.50
10:¢:208: TYR:CG 10:¢:236:LYS:HB2 2.47 0.50
12:e:123:PHE:CZ 12:e:137:PRO:HG3 2.46 0.50
4:1:38:ASN:HD21 4:1:176:THR:HA 1.76 0.50
6:k:161:LEU:O 6:k:165:VAL:HG23 2.12 0.50
1:8:171:ASN:ND2 5:3:169:GLN:HB3 2.27 0.50
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1:8:221:LEU:O 1:8:236:TYR:N 2.33 0.50
2:9:49:TYR:HE2 2:9:51:ASN:HB2 1.76 0.50
2:9:73:GLU:OE2 2:9:75:-LEU:HB2 2.12 0.50
11:D:80:ALA:HA 11:D:83:ARG:CZ 2.42 0.50
13:F:135:1LE:HD12 13:F:216:VAL:HG12 1.93 0.50
17:J:99:ALA:H 17:J:122:LEU:HB2 1.76 0.50
17:J:339:ARG:HE 25:R:238:PHE:N 2.10 0.50
18:K:113: THR:HG21 19:1:126:ARG:HB2 1.94 0.50
18:K:267:SER:HB3 18:K:312: VAL:HG22 1.93 0.50
20:M:145:LEU:HB3 20:M:159:LEU:HB2 1.94 0.50
21:N:6:ALA:O 21:N:10:LEU:HG 2.11 0.50
21:N:239:LEU:HD22 | 21:N:280:GLN:HG3 1.93 0.50
21:N:255:ALA:HB1 21:N:259:PHE:CE2 2.46 0.50
22:0:4:ASN:O 22:0:8:ASP:CA 2.60 0.50
22:0:310:PHE:O 22:0:313:ILE:HB 2.12 0.50
23:P:60:ALA:HB1 23:P:96:MET:SD 2.52 0.50
23:P:325:ASP:N 23:P:337:HIS:CE1 2.75 0.50
24:Q:93: THR:O 24:Q:97:LEU:N 2.39 0.50
24:Q:363:SER:HB3 24:Q:369:ASP:O 2.11 0.50
25:R:141:TYR:HA 25:R:144:1LE:HB 1.93 0.50
25:R:174:ILE:HA 25:R:177:LEU:HD12 1.94 0.50
26:S:158:PHE:O 26:5:162:VAL:HG23 2.12 0.50
26:S:186:TYR:O 26:S:189:LEU:HB3 2.11 0.50
27:T:169:GLN:NE2 27:T:173:GLU:HB2 2.27 0.50
27:T:250:MET:CA 27:T:252:GLU:N 2.71 0.50
28:U:24:ARG:NH1 29:V:100:ARG:HA 2.26 0.50
28:U:282:VAL:HG22 28:U:285:ILE:HD12 1.93 0.50
30:W:49:VAL:O 30:W:71:LYS:HE2 2.11 0.50
33:7:497:PHE:HB3 33:7:533:VAL:HG13 1.94 0.50
S:a:31:ALA:HB1 R:a:138:GLY:HA2 1.93 0.50
9:b:115:ALA:HB1 9:b:154:GLY:O 2.12 0.50
3:h:172:ASP:O 3:h:176:HIS:ND1 2.32 0.50
4:1:60:CYS:O 4:1:217:ARG:NH1 2.30 0.50
5:3:154:TYR:OH 5:j:156:PRO:HA 2.12 0.50
7:1:179:TYR:HB3 7:1:256: THR:C 2.36 0.50
1:1:127:HIS:NE2 1:1:143:SER:HB2 2.27 0.50
5:5:103:TYR:HA 6:6:93:ARG:NH2 2.16 0.50
1:8:40:ALA:O 1:8:226:VAL:N 2.36 0.50
2:9:107:ASN:HB2 2:9:120:LEU:HD21 1.93 0.50
8:A:133:TYR:CZ 8:A:134:MET:HG2 2.46 0.50
8:A:141:LEU:HB2 8:A:157:THR:OG1 2.12 0.50
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8:A:176:GLN:O 8:A:179:THR:HB 2.11 0.50
9:B:189:ILE:O 9:B:193:LEU:HG 2.12 0.50
11:D:230:ASN:HA 11:D:233:VAL:HB 1.94 0.50
12:E:99:HIS:HE2 12:E:105:GLU:HG3 1.77 0.50
13:F:179:PHE:O 13:F:182:ILE:N 2.45 0.50
14:G:12:ASN:ND2 14:G:131:PRO:HD3 2.26 0.50
14:G:116:LEU:O 14:G:119:TYR:N 2.45 0.50
15:H:253:GLY:N 15:H:256:LYS:HB3 2.25 0.50
15:H:328:GLU:O 15:H:332: THR:N 2.34 0.50
15:H:385:ARG:O 15:H:389:PHE:N 2.28 0.50
16:1:133:ILE:HG13 17:J:95:ILE:N 2.27 0.50
16:1:140:ILE:C 16:1:142:ASP:H 2.20 0.50
16:1:195:VAL:HG23 17:J:231:ARG:NH2 2.27 0.50
17:J:163:VAL:O 17:J:167:PRO:HG2 2.12 0.50
17:J:210:PHE:HA 17:J:244:1LE:O 2.11 0.50
17:J:268:VAL:O 17:J:271: THR:HB 2.12 0.50
17:J:297:LEU:HD13 17:J:305:LEU:HD11 1.94 0.50
18:K:157:SER:CA 18:K:159:SER:H 2.17 0.50
18:K:240:SER:HB3 19:L:307:GLU:HG3 1.92 0.50
18:K:288:SER:HG 19:L:256:1ILE:HG22 1.60 0.50
19:L:105:ILE:HD11 20:M:128:PHE:N 2.27 0.50
19:L:131:VAL:HA 19:L:155:ILE:HD12 1.93 0.50
19:1:132:ARG:HD2 29:V:46:PRO:CD 2.42 0.50
19:L:233:LYS:0O 19:L:237:ALA:N 2.36 0.50
19:L:374:PHE:HD2 19:L:376:PHE:CE1 2.30 0.50
19:L:415:LEU:O 19:1L:418:ALA:HB3 2.12 0.50
20:M:121:THR:OG1 20:M:123:SER:OG 2.13 0.50
20:M:302: GLN:O 20:M:305:-MET:HB3 2.12 0.50
21:N:8:PRO:O 21:N:12:LEU:N 2.30 0.50
21:N:52:ASP:O 21:N:58:ARG:HD3 2.11 0.50
21:N:300:ASN:O 21:N:304:LEU:N 2.38 0.50
21:N:325:PHE:CD2 29:V:185:ILE:HG12 2.46 0.50
21:N:419:THR:O 21:N:423:LEU:HG 2.12 0.50
21:N:546:LEU:O 21:N:549:TYR:HB3 2.12 0.50
21:N:893:VAL:HG13 | 21:N:906:ARG:HD3 1.94 0.50
22:0:94:GLU:OE1 22:0:94:GLU:HA 2.11 0.50
22:0:124:ASP:0OD1 22:0:125:GLY:N 2.40 0.50
22:0:338:LYS:CB 22:0:351:SER:HB2 2.42 0.50
23:P:60:ALA:HA 23:P:96:MET:HG3 1.94 0.50
23:P:143:LEU:CD2 23:P:147:LYS:HE3 2.42 0.50
24:QQ:280:ASN:HA 24:QQ:283:ASN:HB2 1.94 0.50

Continued on next page...



Page 252 Full wwPDB EM Validation Report EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
25:R:23:ASN:O 25:R:26:VAL:HB 2.12 0.50
26:S:404:LEU:HD12 26:S:443:ILE:HD11 1.93 0.50
27:T:92:ASN:OD1 27:T:93:ASN:N 2.32 0.50
29:V:264:GLU:OE2 29:V:279:HIS:N 2.44 0.50
30:W:38:GLN:HG3 30:W:42:ASN:ND2 2.26 0.50
30:W:139:VAL:HG11 | 30:W:157:PHE:HE2 1.75 0.50
33:7:478:VAL:HG21 33:7:493:LEU:HD22 1.94 0.50
33:7:815:MET:HA 33:7:830:LEU:HD21 1.94 0.50
33:7:923:ILE:CA 33:7:959:HIS:ND1 2.75 0.50
8:a:42:SER:N 8:a:171: THR:O 2.26 0.50
8:a:108:TYR:CZ 4:1:95:HIS:CD2 3.00 0.50
9:b:184:GLU:CD 9:b:186:GLU:H 2.19 0.50
10:¢:181:LYS:O 10:c:184:MET:HG3 2.11 0.50
13:£:34:VAL:C 13:£:62:LYS:HE2 2.37 0.50
13:1:69:HIS:CE1 13:£:70:-MET:HE3 2.47 0.50
3:h:27:PHE:HE1 3:h:32:ILE:HG13 1.77 0.50
4:1:48:ARG:CZ 4:1:199:GLY:HA3 2.42 0.50
4:1:204:VAL:HB 4:1:216:LEU:HB2 1.92 0.50
3:3:59:LYS:HD3 3:3:121:TYR:CD2 2.45 0.50
3:3:152:PHE:HE2 3:3:185:ASP:HB2 1.76 0.50
5:5:169:GLN:C 5:5:173:ASN:HD22 2.19 0.50
2:9:51:ASN:HA 2:9:235:LYS:HE2 1.94 0.50
10:C:208:TYR:CG 10:C:236:LYS:HB2 2.47 0.50
10:C:240:VAL:HA 10:C:245:THR:HA 1.94 0.50
14:G:100:LYS:O 14:G:104:LYS:N 2.36 0.50
15:H:63:ILE:HA 15:H:66:LYS:HB3 1.93 0.50
15:H:332: THR.:O 15:H:335:GLU:HB3 2.11 0.50
16:1:223:GLU:O 16:1:227:LEU:HB3 2.11 0.50
16:1:334:LEU:O 16:1:338:ASN:N 2.43 0.50
16:1:407:LEU:O 16:1:411:LYS:HG3 2.11 0.50
17:J:182:PRO:HA 17:J:311:ASP:OD2 2.11 0.50
17:J:250:ILE:HG23 17:J:251:ASP:N 2.25 0.50
17:J:350:MET:HE2 17:J:361:VAL:HG21 1.93 0.50
18:K:103:ILE:N 18:K:107:THR:O 2.43 0.50
18:K:236:ARG:HH12 19:L:315:PHE:H 1.59 0.50
19:1:145:ARG:HD?2 19:L:160:PRO:O 2.12 0.50
19:L:264:ARG:HA 19:L:267:PHE:HB3 1.94 0.50
20:M:175:LYS:HD3 20:M:240:ASN:OD1 2.12 0.50
20:M:175:LYS:HE2 20:M:241:ALA:C 2.37 0.50
21:N:163:LEU:HD13 21:N:209:LYS:NZ 2.27 0.50
21:N:359:ALA:O 21:N:364:LYS:HE3 2.12 0.50
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21:N:384:LYS:HA 21:N:387:ALA:HB2 1.92 0.50
21:N:581:ASP:HB3 21:N:616:HIS:HB2 1.93 0.50
22:0:210:ARG:HH21 22:0:237:PRO:C 2.16 0.50
22:0:280:LEU:O 22:0:284:GLU:N 2.33 0.50
23:P:110:LEU:HA 23:P:113:ASN:HB2 1.94 0.50
23:P:173:MET:O 23:P:177: ILE:HG12 2.12 0.50
23:P:249:ALA:HB2 23:P:257:TRP:CH2 2.47 0.50
23:P:258:LYS:HZ3 23:P:290:LEU:HD11 1.76 0.50
23:P:354:SER:HA 23:P:402:PHE:CE1 2.47 0.50
24:Q:82:THR:HA 24:Q:93: THR:HG23 1.93 0.50
24:Q:131:VAL:HA 24:Q:134:LYS:NZ 2.26 0.50
25:R:344:SER:CB 25:R:390: THR:HG23 2.41 0.50
26:S:144:LEU:C 26:S:149:SER:HG 2.15 0.50
26:S:385:SER:HA 26:S:388:ILE:HB 1.92 0.50
27:T:146:1LE:O 27:T:150:ARG:HG3 2.12 0.50
28:U:7:LYS:HB2 28:U:158:PRO:O 2.12 0.50
29:V:28:TYR:O 29:V:29:ILE:HD13 2.10 0.50
29:V:37:-MET:CE 29:V:108:TYR:HB2 2.41 0.50
29:V:111:HIS:CD2 29:V:118:LEU:HD22 2.47 0.50
30:W:69:PHE:HA 30:W:72:1LE:HD12 1.94 0.50
31:X:12:ALA:HB3 31:X:33:1ILE:HG22 1.94 0.50
31:X:48:PHE:HD2 31:X:66:LEU:HD23 1.77 0.50
33:7:142:ASP:HA 33:72:202:ARG:O 2.12 0.50
33:7:201:LEU:HD22 33:72:227:1ILE:HG23 1.94 0.50
33:2:562: TRP:CE2 33:7:566:LEU:HD11 2.46 0.50
33:7:824:ASN:HA 33:7:828:ALA:HA 1.93 0.50
8:a:110:TYR:CD1 4:1:104:ARG:HD2 2.47 0.50
9:h:90:ARG:NH1 4:1:97.LEU:HB3 2.25 0.50
9:b:174:PHE:O 9:b:177:-LYS:HB2 2.12 0.50
9:b:220:ASP:0OD1 9:b:221:LEU:N 2.43 0.50
10:¢:13:PHE:CZ 11:d:127:ARG:HD2 2.46 0.50
10:¢:98: TYR:CE2 10:¢:106:ILE:HA 2.47 0.50
11:d:71:VAL:HG22 11:d:106:VAL:HG22 1.94 0.50
11:d:230:ASN:HA 11:d:233:VAL:HB 1.94 0.50
13:£:135:1LE:HD12 13:£:216:VAL:HG12 1.93 0.50
14:g:200:1LE:HG21 14:¢:214:LEU:HD13 1.93 0.50
3:h:166:SER:HG 3:h:169:GLU:N 2.05 0.50
4:1:129:VAL:N 4:1:140:PHE:O 2.41 0.50
5:3:23:1ILE:HG22 5:j:188:TYR:HB2 1.94 0.50
6:k:120:ASP:OD1 6:k:124: THR:N 2.31 0.50
7:1:207:GLY:HA3 7:1:239:ALA:HB1 1.94 0.50
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2:2:73:GLU:OE2 2:2:75:LEU.HB2 2.12 0.49
4:4:132:VAL:HA 4:4:137:SER:HA 1.94 0.49
5:5:189:ILE:N 5:5:196:VAL:O 2.38 0.49
6:6:55:GLN:HG3 7:7:163:TYR:CD1 2.46 0.49
6:6:65:GLN:HA 6:6:68:SER:HB2 1.94 0.49
6:6:169:GLU:HG2 6:6:176:PHE:CZ 2.47 0.49
7:7:141:HIS:HD2 7:7:149:1LE:HB 1.77 0.49
9:B:190:HIS:HA 9:B:193:LEU:HD12 1.93 0.49
11:D:9:SER:HB2 11:D:121:THR:O 2.12 0.49
11:D:12:SER:CB 11:D:16:HIS:H 2.24 0.49
16:1:281:GLN:HG2 17:J:224:GLY:H 1.65 0.49
16:1:369:GLY:O 16:1:370:ARG:NH1 2.41 0.49
17:J:165:GLU:HG3 17:J:202:VAL:HG13 1.92 0.49
18:K:162:GLY:N 18:K:236:ARG:O 2.40 0.49
19:L:254:LYS:CG 20:M:255:TYR:CD1 2.94 0.49
19:1:283:VAL:HG13 19:1:286:ILE:CG1 2.39 0.49
19:L:300:GLU:C 19:1:303:ARG:NH1 2.70 0.49
21:N:43:LEU:HA 21:N:46:ILE:HD12 1.93 0.49
21:N:345:ASP:0OD1 21:N:346:ASN:N 2.45 0.49
21:N:413:ALA:HA 21:N:453:ALA:HA 1.92 0.49
21:N:561:GLY:N 21:N:593:PHE:O 2.44 0.49
21:N:779:GLU:HB3 21:N:782:PHE:CD1 2.47 0.49
22:0:164:PRO:O 22:0:167:ILE:HG22 2.12 0.49
22:0:216:ASP:HA 22:0:219:ILE:HB 1.93 0.49
22:0:238:ILE:O 22:0:242:ILE:N 2.25 0.49
22:0:322:ASP:HA 22:0:325:GLU:CD 2.36 0.49
23:P:94:GLN:HG2 23:P:97:.ILE:HD12 1.94 0.49
23:P:267:PHE:CE1 23:P:329:PHE:HD1 2.27 0.49
24:Q:138:SER:HB3 | 24:Q:157:LEU:HD21 1.92 0.49
24:Q:214:THR:O 24:Q:218:LEU:HG 2.12 0.49
25:R:131:ALA:O 25:R:134: TRP:HB2 2.12 0.49
25:R:191:LEU:HA 25:R:194:VAL:HG12 1.94 0.49
25:R:259:PHE:CE1 25:R:333:-MET:-HE3 2.34 0.49
25:R:307:TYR:O 25:R:311:THR:N 2.37 0.49
26:5:175:SER:OG 26:S:178:LEU:HB2 2.12 0.49
26:S:185:PHE:HE2 26:S:239:ARG:HH22 1.58 0.49
28:U:32:ARG:CZ 28:U:100:ARG:HD2 2.42 0.49
28:U:36:VAL:N 28:U:52:PHE:O 2.45 0.49
30:W:69:PHE:CD1 30:W:72:ILE:HB 2.47 0.49
31:X:31:GLY:N 31:X:102:GLN:OE1 2.45 0.49
33:7:252:CYS:HA 33:7:256:LEU:HD12 1.94 0.49
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33:7:357:ILE:HG21 33:7:959:HIS:CD2 2.47 0.49
33:72:762:GLY:N 33:7:789:GLN:HE21 2.09 0.49
33:72:794:ASP:CG 33:7:829:GLN:HB3 2.37 0.49
8:a:141:LEU:HB2 8:a:157:THR:0G1 2.12 0.49
8:a:186:PHE:HA 8:a:189:SER:OG 2.12 0.49
8:a:205:PHE:O 8:a:208: THR:HB 2.12 0.49
9:b:189:ILE:O 9:b:193:LEU:HG 2.12 0.49
9:h:224:TYR:HA 4:1:212:ASP:HB3 1.92 0.49
13::40:SER:HB2 13::183:ASP:OD1 2.12 0.49
14:g:67:1ILE:HG21 14:¢:217:SER:OG 2.11 0.49
3:h:54: THR:HB 3:h:62:CYS:SG 2.52 0.49
4:1:132:VAL:HA 4:1:137:SER:HA 1.94 0.49
5:3:75:LYS:HG3 5:j:80:ARG:O 2.11 0.49
6:k:35:THR:OG1 6:k:44:MET:O 2.16 0.49
6:k:169:GLU:HG2 6:k:176:PHE:CZ 2.47 0.49
7:1:141:HIS:HD?2 7:1:149:1LE:HB 1.77 0.49
1:1:96:PHE:CD2 13:£:89:ARG:HD3 2.47 0.49
4:4:51:GLN:HG3 4:4:56:ALA:HB2 1.94 0.49
4:4:51:GLN:N 4:4:54:ILE:O 2.39 0.49
5:5:20:CYS:HA 5:5:112:ILE:HD11 1.95 0.49
5:5:75:LYS:HG3 5:5:80:ARG:O 2.11 0.49
6:6:139: TYR:OH 6:k:25:ILE:O 2.30 0.49
1:8:127:HIS:NE2 1:8:143:SER:HB2 2.27 0.49
2:9:90:ILE:HG23 2:9:93:MET:HE2 1.94 0.49
2:9:260:GLY:HA3 2:9:264:GLN:HB3 1.94 0.49
8:A:61:ASP:OD1 8:A:62:LYS:N 2.45 0.49
10:C:98:TYR:CE2 10:C:106:ILE:HA 2.47 0.49
11:D:174:PHE:C 11:D:178:ASN:HD22 2.17 0.49
13:F:40:SER:HB2 13:F:183:ASP:0OD1 2.12 0.49
14:G:9:ASP:HB2 14:G:26:TYR:CE2 2.47 0.49
15:H:283: TYR:HB3 20:M:254:MET:SD 2.52 0.49
15:H:331:ARG:CZ 20:M:249:PRO:HD3 2.41 0.49
15:H:367:ARG:NH1 20:M:224:PRO:HG2 2.27 0.49
15:H:373:ARG:NH1 20:M:421:GLU:OE1 2.39 0.49
16:1:367:ARG:O 16:1:370:ARG:HB2 2.12 0.49
18:K:48:TYR:OH 21:N:140:-MET:HB3 2.12 0.49
18:K:81:ARG:O 18:K:84:GLU:HB2 2.12 0.49
18:K:129:GLU:HG3 29:V:273:ARG:CB 2.42 0.49
18:K:411:TYR:O 18:K:415:VAL:HG13 2.12 0.49
20:M:21:GLU:O 20:M:24:ASN:HB2 2.13 0.49
21:N:117:TYR:OH 21:N:202:PHE:HB2 2.12 0.49
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21:N:325:PHE:CG 29:V:185:ILE:HG12 2.46 0.49
21:N:371:LEU:HB2 21:N:386:MET:HE1 1.93 0.49
21:N:740: TRP:HA 21:N:743:PHE:CE1 2.47 0.49
21:N:889:ARG:HD3 21:N:909:GLU:OE1 2.12 0.49
22:0:131:SER:O 22:0:135:ARG:HB3 2.11 0.49
22:0:227:1ILE:HD11 22:0:336:LEU:HB2 1.94 0.49
23:P:63:VAL:HG13 23:P:79:LEU:HD21 1.94 0.49
23:P:112:.LEU:HB3 23:P:115:ARG:NH2 2.26 0.49
23:P:135:GLU:O 23:P:138:ARG:N 2.45 0.49
23:P:174:SER:O 23:P:178:GLN:HG3 2.12 0.49
23:P:225:VAL:O 23:P:229:LEU:HG 2.12 0.49
25:R:292:LEU:HD22 25:R:307:TYR:CZ 2.46 0.49
25:R:344:SER:CB 25:R:345:TYR:C 2.86 0.49
26:S:200:GLU:CA 26:S:201:1LE:CB 2.90 0.49
26:S:397:LEU:HA 26:S:445: THR:HG21 1.94 0.49
27:T:46:ILE:HG22 27:T:48:ASN:H 1.76 0.49
27:T:213:ASN:OD1 27:T:215:LYS:N 2.32 0.49
27:T:215:LYS:HG2 27:T:218:GLU:OE1 2.12 0.49
27:T:220:PHE:O 27:T:224:ARG:HG2 2.11 0.49
28:U:24:ARG:CZ 29:V:100:ARG:HD3 2.42 0.49
29:V:55:GLY:N 29:V:102:GLN:HB3 2.27 0.49
29:V:55:GLY:H 29:V:102:GLN:HB3 1.76 0.49
33:7:535:VAL:HG13 33:7Z:572:1LE:HG22 1.95 0.49
33:7:804:ASP:HB3 33:7:807:VAL:HG23 1.94 0.49
33:7:832:ARG:HA 33:7:835:ALA:HB3 1.94 0.49
8:a:166: TYR:HA 9:b:56:ALA:HA 1.93 0.49
9:b:184:GLU:OFE1 9:b:186:GLU:N 2.44 0.49
10:¢:198:SER:N 10:¢:206:LEU:HD22 2.27 0.49
11:d:151:GLU:OE2 11:d:155:ILE:HB 2.12 0.49
12:€:99:HIS:HE2 12:e:105:GLU:HG3 1.77 0.49
12:€:233:ASN:O 12:e:236: THR:HB 2.11 0.49
14:g:67:1LE:HG12 14:g:77:VAL:HB 1.94 0.49
14:¢:116:LEU:O 14:2:119:'TYR:N 2.45 0.49
5:j:11:ILE:HG22 5:j:140:GLY:HA3 1.94 0.49
2:2:221:ASP:0OD1 2:2:223:ARG:N 2.38 0.49
2:2:260:GLY:HA3 2:2:264:GLN:HB3 1.94 0.49
3:3:122:ASP:N 3:3:126:LYS:O 2.40 0.49
3:3:194:MET:N 3:3:205:LEU:O 2.27 0.49
4:4:139:LEU-HG 4:4:154:LEU:HD12 1.95 0.49
5:5:21:VAL:HG23 5:5:190:ILE:HB 1.93 0.49
6:6:7:ILE:HD11 6:6:148:TYR:CE1 2.47 0.49

Continued on next page...



Page 257

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

6:6:55:GLN:HG3 7:7:163: TYR:CG 2.47 0.49
7:7:180:THR:N 7:7:184:GLY:O 2.43 0.49
9:B:184:GLU:CD 9:B:186:GLU:H 2.19 0.49
11:D:38:GLY:N 11:D:41:CYS:O 2.46 0.49
12:E:47:VAL:HG11 12:E:197:GLU:HA 1.94 0.49
14:G:43:ASN:ND2 14:G:188:SER:HA 2.27 0.49
14:G:185:GLU:HG3 14:G:186:GLY:N 2.26 0.49
15:H:58:ASP:OD1 16:1:161:SER:N 2.45 0.49
15:H:272:1LE:HB 15:H:306:1ILE:HA 1.94 0.49
16:1:422:MET:SD 16:1:447:LYS:HB2 2.52 0.49
17:J:252:SER:HB3 17:J:257:ARG:NH1 2.27 0.49
18:K:380:GLY:HA2 18:K:383:ILE:HD12 1.93 0.49
18:K:394:ALA:O 18:K:399:ARG:N 2.35 0.49
20:M:221:TYR:CE1 20:M:346:LYS:HG2 2.47 0.49
21:N:309:ILE:CG2 21:N:311:ILE:HG23 2.43 0.49
21:N:475:ALA:N 29:V:59:ASP:0D2 2.37 0.49
21:N:502:PHE:O 21:N:505:SER:HB2 2.12 0.49
21:N:891:VAL:N 21:N:906:ARG:O 2.45 0.49
22:0:174:THR:O 22:0:177:GLN:HB2 2.12 0.49
22:0:280:LEU:HA 22:0:283:HIS:CB 2.37 0.49
22:0:356:ARG:C 22:0:357:ILE:CG1 2.85 0.49
23:P:48:GLN:HA 23:P:86:HIS:CB 2.42 0.49
23:P:112:LEU:O 23:P:115:ARG:HB3 2.12 0.49
23:P:144:VAL:HG11 | 23:P:186:LEU:HD11 1.94 0.49
24:Q:62:GLY:HA2 24:Q:65:TYR:HB2 1.94 0.49
24:Q:234:THR:OG1 24:Q:235:ALA:N 2.46 0.49
24:QQ:354:PHE:C 24:QQ:356:CYS:H 2.19 0.49
25:R:37:LYS:HG3 25:R:38:VAL:H 1.78 0.49
25:R:53:LYS:HA 25:R:56:GLU:HB3 1.93 0.49
25:R:276:LEU:O 25:R:280:ILE:HG23 2.12 0.49
25:R:402:LEU:HD22 25:R:405:LYS:HZ1 1.76 0.49
26:S:30:GLN:O 26:S:34:LEU:N 2.23 0.49
26:S:277:SER:OG 26:5:292: TYR:HB2 2.12 0.49
27:T:144: TYR:HE2 27:T:169:GLN:HB3 1.78 0.49
28:U:163:ALA:HA 28:U:164:GLU:HB2 1.94 0.49
33:7:291:GLU:O 33:7:294:1LE:N 2.44 0.49
33:7:453:LEU:HD13 33:7:491:LEU:HB3 1.94 0.49
33:7:926:ASN:HB2 33:7:993:GLU:CD 2.37 0.49
8:a:73:PHE:HE2 8:a:90:ALA:HBI1 1.77 0.49
8:a:133:TYR:HD2 14:¢:126:TYR:HE2 1.60 0.49
10:¢:137:TYR:CE2 10:¢c:151:SER:HB3 2.46 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
12:e:47:VAL:HG11 12:¢:197:GLU:HA 1.94 0.49
12:e:70:ILE:HA 12:€:93:ARG:HG2 1.94 0.49
13:f:20:PHE:HA 13:£:23:GLU:HB2 1.94 0.49
13:£:174:ARG:O 13:f:174:ARG:NH1 2.42 0.49
4:1:58:LYS:NZ 5:3:151:GLU:OE2 2.45 0.49
7:1:130: TRP:HA 7:1:133: TRP:HB3 1.94 0.49
2:2:109:TYR:CD2 14:¢:93:ARG:HD3 2.48 0.49
3:3:152:PHE:HA 3:h:151:THR:O 2.12 0.49
4:4:245:SER:OG 5:5:197:LYS:HB3 2.11 0.49
5:5:38:ASN:ND2 7:1:285:VAL:HA 2.26 0.49
6:6:146:HIS:ND1 7:1:279:GLU:OE2 2.45 0.49
7:7:83:PHE:CE1 7:7:88:ILE:HG12 2.47 0.49
1:8:24:TYR:OH 1:8:123:PRO:O 2.23 0.49
1:8:169:LEU:O 1:8:172: GLN:N 2.46 0.49
2:9:122:PRO:HB3 2:9:151:GLY:HA3 1.94 0.49
2:9:126:PHE:CZ 2:9:161:ARG:HG2 2.47 0.49
2:9:186:PRO:HA 2:9:189:ARG:HB2 1.94 0.49
12:E:70:ILE:HA 12:E:93:ARG:HG2 1.94 0.49
15:H:258:LEU:HA 15:H:261:ARG:HB2 1.95 0.49
15:H:270: THR:HB 15:H:304:CYS:HB3 1.93 0.49
15:H:386:ALA:O 15:H:390:ARG:N 2.26 0.49
15:H:418:GLU:HA 16:1:369:GLY:HA3 1.94 0.49
17:J:114:CYS:HB2 17:J:124:LYS:HG2 1.94 0.49
17:J:230: VAL:HG12 17:J:275:LEU:HD21 1.93 0.49
17:J:338: THR:OG1 17:J:376:HIS:HB3 2.12 0.49
19:L:224:PRO:CA 19:L:228:LYS:HD3 2.39 0.49
19:1:254:LYS:HG2 20:M:255:TYR:CD1 2.47 0.49
19:L:357:ARG:NH2 19:1:384:ASP:OD1 2.45 0.49
20:M:157:ASP:0OD1 20:M:158:THR:N 2.45 0.49
21:N:43:LEU:HA 21:N:46:1LE:HB 1.94 0.49
21:N:535:LEU:HA 21:N:538:LYS:HB2 1.95 0.49
21:N:581:ASP:HB3 21:N:616:HIS:CG 2.47 0.49
21:N:763:GLY:HA3 21:N:907:ASP:H 1.77 0.49
21:N:880:ARG:HA 21:N:896:PHE:CE2 2.45 0.49
21:N:919:THR:HG22 | 21:N:922:GLN:HG2 1.94 0.49
22:0:179:PHE:CB 22:0:18%8:PHE:HB2 2.42 0.49
23:P:267:PHE:HA 23:P:270:LEU:HD12 1.93 0.49
23:P:287:ASP:HB3 23:P:294:GLU:HG2 1.94 0.49
24:Q:131:VAL:HA 24:Q:134:LYS:CE 2.43 0.49
24:Q:240:PHE:HD1 24:QQ:265:MET:HE3 1.78 0.49
24:Q:309:ARG:O 24:QQ:349:LYS:CB 2.60 0.49
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24:Q:354:PHE:O 24:QQ:356:CYS:N 2.36 0.49
24:QQ:394:ASN:HB3 24:Q:396: TRP:CD1 2.47 0.49
25:R:70: TYR:OH 25:R:74:ASN:HB2 2.13 0.49
25:R:292:LEU:HB3 25:R:307:TYR:CG 2.47 0.49
26:5:228:GLU:HA 26:S:264:VAL:HG22 1.95 0.49
26:S:357:LEU:CD1 26:S:384:ARG:HH11 2.26 0.49
26:S:404:LEU-HG 26:5:408:CYS:SG 2.53 0.49
27:T:62:LEU:HD22 27:T:84:GLN:HB2 1.94 0.49
27:T:201:PRO:HA 27:T:232:LYS:HG2 1.95 0.49
28:U:22:TYR:CD1 28:U:27:-THR:HB 2.48 0.49
28:U:162:GLU:O 28:U:164:GLU:HB2 2.12 0.49
28:U:206:ASP:HA 28:U:209:GLU:OE1 2.12 0.49
30:W:24:THR:O 30:W:28:ALA:N 2.28 0.49
30:W:114:VAL:HG13 | 30:W:118:ILE:HD11 1.94 0.49
31:X:35:ILE:HD12 31:X:48:PHE:CD1 2.48 0.49
33:7:358:TYR:OH 33:7:914:LEU:N 2.44 0.49
11:d:38:GLY:N 11:d:41:CYS:O 2.46 0.49
11:d:80:ALA:HA 11:d:83:ARG:CZ 2.42 0.49
14:¢:218:TRP:NE1 14:¢:230:PHE:O 2.43 0.49
5:j:20:CYS:HA 5:j:112:ILE:HD11 1.94 0.49
6:k:7:ILE:HD11 6:k:148:TYR:CE1 2.47 0.49
1:1:204:ARG:O 1:1:208: THR:HG23 2.12 0.49
2:2:44:VAL:N 2:2:177:THR:HG1 2.05 0.49
3:3:51:ASP:OD1 3:3:53:LEU:N 2.38 0.49
4:4:36:LYS:HD2 4:4:152: TYR:CD2 2.47 0.49
5:5:183: TRP:HA 5:5:204:GLN:OE1 2.11 0.49
7:7:125:ALA:HA 7:7:128:GLN:HB3 1.92 0.49
1:8:56:SER:OG 1:8:58:TYR:O 2.27 0.49
1:8:86:ARG:O 1:8:89:ASN:HB3 2.13 0.49
2:9:44:VAL:N 2:9:177:THR:HG1 2.05 0.49
8:A:197:GLU:OE1 8:A:197:GLU:N 2.40 0.49
9:B:92:VAL:HA 9:B:95:THR:HG1 1.76 0.49
11:D:71:VAL:HG22 11:D:106: VAL:HG22 1.94 0.49
13:F:20:PHE:HA 13:F:23:GLU:HB2 1.94 0.49
13:F:148:GLN:N 13:F:152:ASN:O 2.45 0.49
14:G:67:ILE:HG21 14:G:217:SER:OG 2.11 0.49
15:H:157:VAL:HG13 20:M:75:LEU:HB3 1.94 0.49
15:H:159:LEU:N 20:M:163:PHE:HE2 2.11 0.49
15:H:415:THR:OG1 15:H:418:GLU:N 2.22 0.49
16:1:132:SER:HB3 16:1:178:HIS:ND1 2.26 0.49
16:1:145:ALA:N 16:1:157:VAL:O 2.35 0.49
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18:K:74:HIS:O 18:K:78:GLU:HG2 2.12 0.49
18:K:346:ARG:HB3 18:K:372:ILE:HG13 1.94 0.49
18:K:396:ARG:NH2 19:1:192:GLU:HG3 2.27 0.49
19:L:70:- TYR:HD1 20:M:12:LEU:HD11 1.77 0.49
19:L:220:LEU:HD13 19:L:228:LYS:HG3 1.93 0.49
20:M:353:SER:O 20:M:357:ARG:N 2.43 0.49
21:N:441:VAL:O 21:N:444:HIS:N 2.46 0.49
21:N:595:LEU:HD13 21:N:605:ILE:HD13 1.94 0.49
23:P:184:MET:HE3 23:P:200:SER:HB3 1.95 0.49
23:P:305:THR:CB 23:P:310:ARG:HH22 2.25 0.49
23:P:436:GLU:HA 23:P:439:MET:HE3 1.95 0.49
24:Q:162:LEU:O 24:Q:165:PHE:N 2.45 0.49
25:R:292:LEU:HB3 25:R:307:TYR:CD2 2.48 0.49
25:R:366:ASN:O 25:R:370:LYS:HG3 2.13 0.49
27:T:74:ASN:ND2 27 T:77:SER:OG 2.46 0.49
27:T:177:PHE:HA 27:T:180:ILE:HD12 1.94 0.49
28:U:66: TRP:HE1 28:U:105:LYS:HE2 1.78 0.49
28:U:77:ASN:HA 28:U:80:CYS:HB2 1.95 0.49
33:72:291:GLU:CB 33:7:294:1LE:HD12 2.35 0.49
33:7:759:ARG:CG 33:7:759:ARG:NH1 2.73 0.49
8:a:65:ASP:HB3 14:2:159:GLY:HA3 1.95 0.49
8:a:133: TYR:CZ 8:a:134:MET:HG2 2.46 0.49
8:a4:176:GLN:O 8:a:179:THR:HB 2.11 0.49
10:¢:240:VAL:HA 10:¢:245: THR:HA 1.94 0.49
13:£:179:PHE:O 13:f:182:ILE:N 2.45 0.49
14:g:24:VAL:O 14:g:28:VAL:HG23 2.11 0.49
3:h:77:ILE:O 3:h:80:TYR:HB3 2.12 0.49
4:1:139:LEU:HG 4:1:154:LEU:HD12 1.95 0.49
6:k:65:GLN:HA 6:k:68:SER:HB2 1.94 0.49
7:1:180: THR:N 7:1:184:GLY:O 2.43 0.49
1:1:23:PRO:O 2:2:137:ARG:HD2 2.12 0.49
1:1:86:ARG:O 1:1:89:ASN:HB3 2.13 0.49
2:2:81:ASN:O 2:2:151:GLY:HA2 2.12 0.49
4:4:48:ARG:NH1 4:4:198:SER:O 2.46 0.49
5:5:11:ILE:HG22 5:5:140:GLY:HA3 1.94 0.49
5:5:85:GLU:H 5:5:85:GLU:CD 2.18 0.49
1:8:204:ARG:O 1:8:208: THR:HG23 2.12 0.49
1:8:222:GLU:HG2 1:8:235:PHE:HD1 1.76 0.49
8:A:186:PHE:HA 8:A:189:SER:OG 2.12 0.49
9:B:95:THR:OG1 9:B:96:SER:N 2.44 0.49
10:C:95:ALA:HB2 10:C:111:LEU:HD12 1.95 0.49
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13:F:69:HIS:CE1 13:F:70:MET:HE3 2.47 0.49
13:F:123:TYR:CB 14:G:128:SER:HB2 2.42 0.49
15:H:96:PRO:CD 15:H:97.LEU:H 2.24 0.49
15:H:337:ILE:HG23 15:H:367:ARG:NH2 2.27 0.49
17:J:76:ILE:N 17:J:85:LEU:O 2.45 0.49
17:J:130:ALA:CB 17:J:131:ASP:CB 2.85 0.49
18:K:51:LEU:HB3 18:K:55:GLU:HB2 1.94 0.49
18:K:243:VAL:O 19:L:257:GLY:CA 2.60 0.49
19:L:109:MET:HB3 19:L:118:ILE:HG22 1.95 0.49
19:L:249:SER:OG 20:M:303:ARG:HG2 2.13 0.49
19:L:351:LEU:HD22 19:1:386:PHE:O 2.12 0.49
19:L:401:PHE:CA 19:1L:404:ARG:HB3 2.38 0.49
20:M:78:LEU:CD2 20:M:122:SER:HB2 2.42 0.49
20:M:305:MET:HE3 | 20:M:337:LEU:HD21 1.95 0.49
21:N:18:ASP:0O 21:N:55:PHE:HE1 1.95 0.49
21:N:151:LYS:HE2 21:N:188: TYR:HB3 1.94 0.49
21:N:200:SER:CB 21:N:203:ARG:HH21 2.25 0.49
21:N:233:ASN:OD1 21:N:269:LEU:HD22 2.13 0.49
21:N:443:LEU:O 21:N:447:SER:N 2.29 0.49
21:N:535:LEU:O 21:N:539:MET:N 2.24 0.49
21:N:740:TRP:O 29:V:24:LYS:NZ 2.44 0.49
22:0:99:LEU:CD1 22:0:132:GLU:O 2.60 0.49
22:0:99:LEU:HD11 22:0:132:GLU:HB3 1.93 0.49
22:0:302:VAL:HG13 22:0:303:LYS:H 1.76 0.49
22:0:340:SER:HB2 23:P:356: TYR:C 2.37 0.49
22:0:356:ARG:NH1 22:0:357:ILE:N 2.60 0.49
22:0:356:ARG:HH12 | 22:0:357:ILE:HG13 1.78 0.49
23:P:163:LEU:HD22 23:P:179:PHE:HB2 1.94 0.49
23:P:204:LEU:HD13 23:P:220:TYR:CD2 2.47 0.49
23:P:228:SER:OG 23:P:240:TYR:HD2 1.95 0.49
23:P:417:HIS:O 23:P:421:GLU:N 2.33 0.49
24:Q:75:ARG:HA 24:Q:78:ILE:HD12 1.95 0.49
24:Q:230:LYS:HG3 24:Q:232:TYR:CE1 2.48 0.49
24:QQ:314:PHE:HD2 24:Q:339:TYR:CD2 2.27 0.49
24:QQ:405:GLN:OE1 25:R:395:ASN:HB3 2.12 0.49
24:Q:414:GLU:O 24:Q:418:GLN:HG2 2.13 0.49
25:R:267:LYS:CA 25:R:271:1ILE:HB 2.40 0.49
26:S:152:LEU:CB 26:S:187:ILE:HG23 2.43 0.49
26:S:218:LEU:HD22 26:5:230:LYS:NZ 2.25 0.49
28:U:108:GLU:HA 28:U:111:LYS:HG3 1.95 0.49
28:U:173:HIS:HE1 29:V:151:VAL:HG23 1.77 0.49
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28:U:270:ASN:OD1 28:U:273:LEU:HD12 2.12 0.49
31:X:24:CYS:HB3 31:X:86:1LE:HG12 1.94 0.49
31:X:83:SER:OG 31:X:84:GLY:N 2.39 0.49
33:7:784:SER.:C 33:7:788:PRO:HG3 2.37 0.49
33:72:863: THR:HG22 33:72:910:PRO:O 2.11 0.49
8:a:88:PRO:O 8:2:92:ASN:N 2.35 0.49
9:b:33: THR:HG1 9:b:167:GLY:H 1.58 0.49
12:e:122:ARG:HA 12:¢:132:ARG:NE 2.27 0.49
14:g:43:ASN:ND2 14:g:188:SER:HA 2.27 0.49
7:1:83:PHE:CE1 7:1:.88:ILE:HG12 2.47 0.49
7:1:272:PHE:HZ 7:1:285:VAL:HG21 1.76 0.49
1:1:48:ASN:CG 1:1:55:ASN:HD22 2.19 0.49
1:1:144:PHE:CD1 1:1:150:TYR:HB3 2.48 0.49
2:2:155:ASN:ND2 2:2:157:ASP:0D2 2.39 0.49
3:3:77:ILE:O 3:3:80:TYR:HB3 2.12 0.49
4:4:242:LEU:-HG 5:5:201:LYS:N 2.27 0.49
5:5:161:GLU:OE1 5:5:161:GLU:N 2.35 0.49
6:6:65:GLN:HB2 11:D:94:GLN:NE2 2.23 0.49
6:6:73: TYR:HB2 10:C:143:ARG:HH12 1.77 0.49
6:6:161:LEU:O 6:6:165:VAL:HG23 2.12 0.49
7:7:82:ARG:CG 7:7:185:PRO:HB2 2.41 0.49
7:7:130:TRP:HA 7:7:133: TRP:HB3 1.94 0.49
1:8:78:ALA:HB2 2:9:168:VAL:HA 1.93 0.49
1:8:214:HIS:CD2 1:8:217:VAL:HG23 2.36 0.49
8:A:18:ILE:HB 9:B:20:GLN:NE2 2.28 0.49
8:A:18:ILE:HB 9:B:20:GLN:CD 2.37 0.49
8:A:91:ARG:C 14:G:118:GLN:HE22 2.20 0.49
11:D:151:GLU:OE2 11:D:155:1ILE:HB 2.12 0.49
15:H:98:GLN:HE21 15:H:193:PRO:CA 2.25 0.49
16:1:163: VAL:HB 16:1:186:VAL:HG13 1.95 0.49
17:J:111:GLN:HA 17:J:128:ASN:CG 2.37 0.49
18:K:49:PHE:CE1 21:N:151:LYS:HB2 2.47 0.49
19:L:244:1LE:HB 19:L:278:ILE:HD13 1.95 0.49
19:1:252:VAL:HA 19:L:258:GLU:OE2 2.12 0.49
19:L:360:ILE:HG22 19:L:391:ILE:HG21 1.95 0.49
19:1:402:ALA:HB1 19:1:407:ARG:HB2 1.94 0.49
21:N:366:THR:O 21:N:370:SER:N 2.46 0.49
21:N:784:TYR:CB 21:N:873:ARG:HE 2.26 0.49
22:0:12:SER:CA 22:0:13:THR:CB 2.90 0.49
24:QQ:130:ARG:HG3 24:QQ:132:PHE:HB3 1.94 0.49
24:Q:155:LEU:HG 24:Q:184:VAL:HG11 1.95 0.49
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24:Q:422:VAL:O 24:Q:425:GLN:HB3 2.13 0.49
25:R:273:SER:O 25:R:277:LEU:HG 2.13 0.49
26:S5:52: TYR:O 26:S:56:SER:N 2.46 0.49
26:S:241:PHE:CD2 26:S:247:VAL:HA 2.47 0.49
26:S:299:LYS:0O 26:S:300:ALA:HB3 2.13 0.49
26:5:393:ARG:HG3 26:S5:397:LEU:HD12 1.94 0.49
27:T:62:LEU:HD13 27:T:85:LEU:N 2.27 0.49
27:T:66:ALA:HA 27:T:78:PHE:HA 1.93 0.49
27:T:167:GLY:O 27:T:171:ILE:N 2.28 0.49
28:U:124:ASP:HB3 28:U:133:PRO:CB 2.41 0.49
8:a:61:ASP:OD1 8:a4:62:LYS:N 2.45 0.49
9:b:123:GLN:HB2 10:¢:129:ARG:NH2 2.27 0.49
11:d:45:GLY:HA2 11:d:212:1ILE:HD13 1.95 0.49
12:e:83:ALA:HA 12:e:86:ARG:HG2 1.95 0.49
5:j:75:LYS:HG3 5:3:80:ARG:C 2.37 0.49
1:1:161:ALA:O 1:1:164:LEU:N 2.46 0.49
2:2:226:ARG:HG2 2:2:246:GLN:CG 2.43 0.49
3:3:54:THR:HB 3:3:62:CYS:SG 2.52 0.49
5:5:78:GLU:HB3 5:5:80:ARG:HG2 1.93 0.49
1:8:26:ASP:OD1 1:8:27:ASN:N 2.45 0.49
1:8:141:VAL:HB 1:8:153:GLU:O 2.12 0.49
2:9:133:MET:HE1 2:9:143:LEU:HB2 1.95 0.49
11:D:6:ARG:O 11:D:125:GLY:N 2.37 0.49
12:E:20:ARG:HB3 12:E:25:GLU:OE2 2.13 0.49
12:E:147:HIS:HD?2 12:E:153: TYR:CD2 2.31 0.49
13:F:136:GLY:HA2 13:F:216:VAL:HG11 1.95 0.49
14:G:67:ILE:HG12 14:G:77:VAL:HB 1.94 0.49
16:1:140:ILE:HG22 16:1:141:ASP:OD1 2.13 0.49
16:1:244:LYS:NZ 16:1:341:ASP:OD1 2.45 0.49
16:1:280:ILE:CA 16:1:281:GLN:CD 2.86 0.49
16:1:389:LEU:HB3 16:1:404:LEU:-HD22 1.94 0.49
17:J:26:LYS:HE2 21:N:106:ILE:CG2 2.42 0.49
17:J:38:THR:O 17:J:42:ARG:HG3 2.13 0.49
17:J:43:ARG:HG3 26:S:480:ARG:HH21 1.78 0.49
19:L:226: THR:N 19:L:228:LYS:H 2.10 0.49
19:1:375:ASP:0O 19:L:415:LEU:HD21 2.13 0.49
19:L:393:ASN:O 19:L:397:GLU:N 2.31 0.49
20:M:145:LEU:O 20:M:159:LEU:N 2.38 0.49
20:M:233:ARG:HH21 | 20:M:245:LYS:HD2 1.78 0.49
20:M:381:ARG:HE 13:£:166:GLN:HE22 1.60 0.49
21:N:474:SER:C 21:N:513:ILE:HD11 2.37 0.49
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21:N:518:ALA:HA 21:N:521:LEU:HB2 1.94 0.49
21:N:600: THR:OG1 21:N:601: THR:N 2.46 0.49
22:0:140:LYS:CA 22:0:181:PHE:HE2 2.06 0.49
22:0:228: TYR:HA 22:0:229:ASN:HB2 1.94 0.49
23:P:110:LEU:HD23 23:P:113:ASN:ND2 2.21 0.49
23:P:395:ARG:HH22 24:Q:365:1ILE:HA 1.76 0.49
24:Q:271:MET:O 24:Q:273:ASN:ND2 2.45 0.49
24:Q:382:LEU:HB2 24:QQ:384:LYS:HA 1.95 0.49
25:R:67:CYS:SG 25:R:94:PHE:HE1 2.35 0.49
26:S:187:ILE:O 26:S:190:SER:OG 2.17 0.49
26:S:258:GLU:HA 26:S:272: TYR:CZ 2.48 0.49
26:S:267:SER:HA 26:S:300:ALA:HB1 1.95 0.49
26:5:472:HIS:H 28:U:288:PHE:HE1 1.60 0.49
28:U:77:ASN:O 28:U:81:LYS:N 2.29 0.49
29:V:27:VAL:HA 29:V:63:VAL:HB 1.94 0.49
30:W:4:GLU:HB2 30:W:107:HIS:C 2.38 0.49
31:X:35:ILE:HG21 31:X:129:LEU:HD23 1.93 0.49
33:2:217:GLU:O 33:72:218:GLU:CB 2.59 0.49
33:7:527:SER:HB2 33:7:569:ALA:HB2 1.95 0.49
33:7:616:LEU:HA 33:7:746:1LE:CD1 2.40 0.49
11:d:175:LEU:HD21 11:d:198:SER:HB3 1.95 0.49
4:1:48:ARG:NH1 4:1:198:SER:O 2.46 0.49
4:1:120:GLN:HB2 4:1:122:HIS:CD2 2.48 0.49
5:3:21:VAL:HG23 5:3:190:1ILE:HB 1.93 0.49
7:1:181:ARG:HB2 7:1:257:GLU:OE2 2.13 0.49
7:1:243:ASP:HB3 7:1:246:SER:HB2 1.95 0.49
7:1:279:GLU:OE2 7:1:281:SER:HB3 2.13 0.49
1:1:26:ASP:OD1 1:1:27:ASN:N 2.45 0.49
1:1:143:SER:HB3 1:1:156:ARG:HG2 1.95 0.49
5:5:67:PHE:O 5:5:71: THR:HG23 2.13 0.49
7:7:272:PHE:HZ 7:7:285:VAL:HG21 1.76 0.49
1:8:40:ALA:N 1:8:226:VAL:O 2.38 0.49
1:8:213:ARG:HA 4:1:55:VAL:HB 1.94 0.49
1:8:220:GLY:HA2 1:8:237:GLU:HA 1.95 0.49
2:9:81:ASN:O 2:9:151:GLY:HA2 2.12 0.49
2:9:155:ASN:ND2 2:9:157:ASP:0D2 2.39 0.49
8:A:205:PHE:O 8:A:208: THR:HB 2.12 0.49
10:C:218:LYS:HA 10:C:225:VAL:HA 1.94 0.49
11:D:11:PHE:H 12:E:23:GLN:HE22 1.61 0.49
12:E:81:LEU:O 12:E:140:VAL:HB 2.13 0.49
13:F:34:VAL:C 13:F:62:LYS:HE2 2.37 0.49
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15:H:255:GLY:H 15:H:377.:PHE:HZ 1.58 0.49
16:1:445:GLN:HB3 16:1:449:ARG:NH1 2.26 0.49
17:J:167:PRO:HG3 17:J:174:PHE:CE2 2.41 0.49
17:J:213:VAL:O 17:J:248:ASP:N 2.46 0.49
18:K:85:GLU:OE1 18:K:88:ARG:NE 2.43 0.49
19:L:217:GLY:HA3 19:L:343:LEU:HD23 1.94 0.49
19:1:387:ASN:H 19:1.:390:ASP:HB2 1.78 0.49
19:L:416:MET:HA 19:1.:419:VAL:CG2 2.42 0.49
20:M:219:LEU:N 20:M:345:ARG:O 2.41 0.49
21:N:110:VAL:O 21:N:114:SER:N 2.35 0.49
21:N:238:ALA:O 21:N:241:LEU:HB3 2.13 0.49
21:N:371:LEU:O 21:N:374:ILE:N 2.46 0.49
22:0:72:LYS:HG3 22:0:73:ILE:N 2.23 0.49
23:P:179:PHE:HA 23:P:182:GLU:HB2 1.95 0.49
23:P:180:ILE:CG2 23:P:199:LEU:HB3 2.37 0.49
23:P:305: THR:C 23:P:310:ARG:HH22 2.20 0.49
24:Q:51:ARG:HA 24:QQ:54:GLN:HB2 1.94 0.49
24:Q:293:SER:HB2 24:Q:324:GLU:CD 2.37 0.49
25:R:77:SER:CB 25:R:90:GLU:HA 2.39 0.49
25:R:171:MET:SD 25:R:206:ARG:HB3 2.52 0.49
25:R:272:ASP:HA 25:R:276:LEU:HD12 1.94 0.49
26:5:163:VAL:HA 26:S:167:LEU:HD23 1.95 0.49
28:U:37:ILE:HG13 28:U:90:ILE:HG13 1.95 0.49
28:U:305:ARG:O 28:U:307:LYS:N 2.46 0.49
31:X:108:ASN:HA 31:X:116:ALA:HA 1.95 0.49
33:2:738:TYR:O 33:7:741:LEU:HB3 2.13 0.49
33:72:752:1LE:C 33:7:754:LYS:CB 2.86 0.49
33:7:762:GLY:CA 33:7:789:GLN:NE2 2.76 0.49
33:7:843:ASP:HA 33:7:846:PHE:HB3 1.95 0.49
33:72:910:PRO:O 33:7:912:PHE:HD2 1.95 0.49
8:a:44:ALA:N 8:a:169: THR:O 2.33 0.49
10:¢:95:ALA:HB2 10:c:111:LEU:HD12 1.95 0.49
11:d:9:SER:HB2 11:d:121: THR:O 2.12 0.49
12:e:176:SER:OG 12:e:177:GLU:OE1 2.29 0.49
13:£:15:PRO:HA 14:2:26: TYR:CE1 2.48 0.49
5:j:161:GLU:H 5:j:161:GLU:CD 2.20 0.49
7:1:112:1LE:HD12 7:1:116:LEU:HB3 1.95 0.49
2:2:135:GLN:HA 2:2:138:SER:HB2 1.95 0.49
4:4:120:GLN:HB2 4:4:122:HIS:CD2 2.48 0.49
5:5:203:ARG:NH2 7:1:268:VAL:HB 2.28 0.49
7:7:190:VAL:HA 7:7:195:THR:O 2.12 0.49
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7:7:207:GLY:HA3 7:7:239:ALA:HB1 1.94 0.49
8:A:232:LYS:HE2 8:A:234:PHE:HB3 1.95 0.49
10:C:60:ASP:OD1 10:C:232:PRO:HG2 2.13 0.49
10:C:191:GLU:O 10:C:195:LYS:HG2 2.13 0.49
12:E:35:SER:OG 12:E:66:LYS:NZ 2.45 0.49
12:E:123:PHE:HB3 12:E:134:MET:HE3 1.94 0.49
13:F:6:TYR:OH 14:G:9:ASP:0D2 2.29 0.49
14:G:201:TYR:CD1 14:G:212:PHE:HZ 2.31 0.49
15:H:72:SER:CB 15:H:172:MET:HG2 2.32 0.49
15:H:430:ALA:O 15:H:435:ARG:N 2.45 0.49
16:1:202:LYS:HG3 16:1:269:ALA:C 2.38 0.49
16:1:239:GLY:CA 16:1:242:PRO:CD 2.91 0.49
16:1:282:LYS:HB2 17:J:221:LYS:CA 2.33 0.49
16:1:347:GLY:HA2 16:1:350:LYS:HE2 1.94 0.49
18:K:258:PHE:CE1 18:K:306:PHE:HD2 2.31 0.49
18:K:342:SER:C 18:K:344:ARG:H 2.21 0.49
18:K:389:GLU:O 18:K:392:LEU:HB2 2.12 0.49
19:L:82:ARG:HA 19:L:85:GLU:CB 2.39 0.49
19:L:252:VAL:CG2 19:L:303:ARG:NH2 2.76 0.49
19:L:274:GLU:HA 19:L:275:PRO:C 2.36 0.49
21:N:381:GLU:HA 21:N:384:LYS:HE2 1.95 0.49
21:N:518:ALA:HA 21:N:521:LEU:HD12 1.95 0.49
21:N:889:ARG:HG3 21:N:913:PRO:O 2.11 0.49
22:0:190: TYR:O 22:0:194:LEU:N 2.30 0.49
23:P:76:ASN:HB2 23:P:118:VAL:HG22 1.95 0.49
23:P:128:ASN:OD1 23:P:136:ARG:NH1 2.46 0.49
23:P:202:LYS:HE2 23:P:206:LYS:HZ1 1.78 0.49
23:P:220:TYR:O 23:P:224:.LEU:N 2.26 0.49
23:P:242:GLN:O 23:P:246:GLN:HG3 2.13 0.49
23:P:303:PHE:HB3 23:P:348:HIS:CE1 2.48 0.49
24:Q:149:LYS:HG2 24:Q:151:TYR:OH 2.13 0.49
25:R:313:ALA:HA 25:R:317:ILE:HD12 1.95 0.49
25:R:371:PHE:O 25:R:377:LEU:HD12 1.98 0.49
25:R:400: TYR:CD2 26:S:457:PRO:HB2 2.48 0.49
26:S:182:LYS:O 26:S:185:PHE:N 2.46 0.49
26:S:293:ILE:HG21 26:S:317:HIS:HB2 1.95 0.49
26:S:401:LYS:HA 26:S:444:GLU:HA 1.95 0.49
27:T:123:HIS:O 27:T:126:LEU:HB3 2.13 0.49
28:U:24:ARG:NH1 29:V:99:GLY:O 2.45 0.49
29:V:127:LYS:HA 29:V:130:GLU:OE2 2.13 0.49
30:W:39:ALA:HA 30:W:42:ASN:HB2 1.94 0.49
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30:W:53:SER:OG 30:W:60:ARG:N 2.46 0.49
33:7:305:VAL:HG12 33:2:973:TYR:CZ 2.48 0.49
33:7:330:ILE:HG12 33:7:339:PHE:CD1 2.48 0.49
33:7:437:ASP:HA 33:72:440:LEU:CB 2.42 0.49
33:7:793:PHE:HB3 33:7:830:LEU:N 2.28 0.49
33:7:985:LYS:CB 33:72:991:GLU:HG2 2.43 0.49
8:a:70:SER:OG 8:a:224:GLU:OE2 2.17 0.49
9:b:39:ALA:N 9:b:42:GLY:O 2.45 0.49
9:b:190:HIS:HA 9:b:193:LEU:HD12 1.93 0.49
10:¢:214:ALA:HB2 10:¢:229:ILE:HG12 1.95 0.49
10:¢:238:ILE:HD12 10:¢:241:LYS:HB2 1.95 0.49
13:£:54:ASP:N 13:£:57:SER:OG 2.34 0.49
4:1:30:- THR:N 4:1:158:SER:OG 2.44 0.49
5:3:67:PHE:O 5:3:71: THR:HG23 2.13 0.49
6:k:36:ARG:HG2 6:k:46:PHE:CE2 2.48 0.49
7:1:190: VAL:HA 7:1:195:THR:O 2.13 0.49
1:1:130:ILE:HG12 1:1:142:TYR:HB2 1.95 0.48
3:3:27:PHE:HE1 3:3:32:ILE:HG13 1.77 0.48
5:5:23:ILE:HG22 5:5:188: TYR:HB2 1.94 0.48
6:6:88: LEU:HA 6:6:91:SER:OG 2.13 0.48
7:7:279:GLU:OE2 7:7:281:SER:HB3 2.13 0.48
1:8:144:PHE:CD1 1:8:150: TYR:HB3 2.48 0.48
2:9:89:ASP:0OD1 2:9:90:ILE:N 2.46 0.48
8:A:31:ALA:HB1 8:A:138:GLY:HA2 1.93 0.48
8:A:47:GLY:N 8:A:50:CYS:O 2.46 0.48
9:B:115:ALA:HB1 9:B:154:GLY:O 2.12 0.48
9:B:184:GLU:OE1 9:B:186:GLU:N 2.44 0.48
11:D:45:GLY:HA2 11:D:212:1ILE:HD13 1.95 0.48
11:D:70:HIS:CD2 11:D:71:VAL:HG23 2.48 0.48
13:F:14:SER:OG 13:F:18:ARG:N 2.46 0.48
13:F:155:GLU:H 14:G:64:ASN:ND2 2.11 0.48
17:J:109:ALA:O 17:J:110:SER:OG 2.27 0.48
18:K:343:LEU:N 18:K:343:LEU:CD1 2.73 0.48
19:L:147: THR:N 19:L:157:ARG:O 2.43 0.48
19:L:199:LEU:N 19:1:200:PRO:HD2 2.28 0.48
20:M:129:LEU:HD13 | 20:M:132:VAL:HG13 1.94 0.48
20:M:246:LEU:HD21 | 20:M:251:LEU:HD11 1.95 0.48
21:N:85:ALA:HB1 21:N:88:ARG:HB2 1.95 0.48
21:N:581:ASP:HB3 21:N:616:HIS:CB 2.42 0.48
21:N:646:LYS:C 21:N:653:ARG:HH21 2.22 0.48
22:0:188:PHE:HA 22:0:191: THR:HB 1.93 0.48

Continued on next page...




Page 268

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
23:P:55:SER:OG 23:P:57:GLU:HB3 2.13 0.48
23:P:292:LYS:CA 23:P:293:LEU:HB3 2.43 0.48
23:P:329:PHE:CD2 23:P:337:HIS:CD2 3.01 0.48
23:P:336:HIS:HA 23:P:340:ASP:0D2 2.13 0.48
24:Q:129:LYS:CD 9:b:184:GLU:HB3 2.43 0.48
24:Q:167:LYS:CE 9:b:177:LYS:HB3 2.43 0.48
24:Q:305:ALA:HA 24:QQ:308:ASN:HB2 1.95 0.48
26:S:235:ASN:HB3 26:S:275: TYR:HE2 1.78 0.48
26:S:288: THR:HA 26:S5:291:GLU:OE1 2.13 0.48
26:S:461:PHE:CD1 26:S:464:ARG:HD3 2.39 0.48
27:T:151: TRP:HE3 27:T:156:SER:O 1.96 0.48
27:T:250:MET:CA 27:T:251:HIS:C 2.85 0.48
29:V:118:LEU:HD21 29:V:140:VAL:CG2 2.42 0.48
29:V:292:ILE:O 29:V:295:VAL:HG23 2.13 0.48
30:W:98:LEU:HD11 | 30:W:110:ILE:HG13 1.95 0.48
33:7:361:HIS:CE1 33:72:961:GLU:OE1 2.66 0.48
33:7:889:VAL:O 33:7:892:SER:N 2.45 0.48
8:a:20:SER:HB3 8:a:26: TYR:HE2 1.78 0.48
11:d:36:VAL:HG23 11:d:191:CYS:SG 2.53 0.48
13:f:148:GLN:N 13:£:152:ASN:O 2.45 0.48
5:j:9:GLY:HA3 5:j:180:LEU:HB3 1.94 0.48
6:k:158:LEU:HD23 6:k:161:LEU:HD12 1.95 0.48
7:1:114:PRO:O 7:1:259:GLY:HA3 2.13 0.48
1:1:221:LEU:O 1:1:236: TYR:N 2.33 0.48
1:1:240:ARG:HH21 2:2:193:ASP:CG 2.21 0.48
2:2:89:ASP:0OD1 2:2:90:ILE:N 2.46 0.48
5:5:183:TRP:NE1 7:1:241:HIS:CE1 2.80 0.48
2:9:127:GLU:HG2 13:F:100:ASN:N 2.27 0.48
9:B:98:LYS:HA 9:B:103:GLU:H 1.78 0.48
10:C:157:TYR:HE1 11:D:83:ARG:HD3 1.77 0.48
10:C:214:ALA:HB2 10:C:229:ILE:HG12 1.95 0.48
11:D:96:HIS:NE2 11:D:100:LEU:HD22 2.28 0.48
11:D:206:GLY:HA3 11:D:209:ASN:ND2 2.23 0.48
12:E:20:ARG:HE 13:F:31:GLN:NE2 2.11 0.48
14:G:46:VAL:HG13 14:G:146:ALA:HB1 1.95 0.48
15:H:104:LYS:H 15:H:144:LYS:CE 2.25 0.48
16:1:244:LYS:HE2 16:1:370:ARG:HB3 1.94 0.48
18:K:238:ASN:CB 18:K:241:GLU:CG 2.65 0.48
18:K:261:ALA:O 18:K:265:ALA:N 2.46 0.48
18:K:291:GLU:OE1 18:K:291:GLU:N 2.38 0.48
19:L:105:ILE:HD11 20:M:128:PHE:HB2 1.94 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
19:L:165:PRO:CB 19:L:168:TYR:HB2 2.43 0.48
19:1:236:ALA:CB 19:1.:243:PHE:HB2 2.44 0.48
20:M:72:ASN:CA 20:M:73:ARG:HG3 2.43 0.48
20:M:296:SER:HA 20:M:299:ARG:HB3 1.94 0.48
20:M:305:MET:O 20:M:309:LEU:N 2.30 0.48
20:M:354:GLU:CD 20:M:381:ARG:HA 2.37 0.48
21:N:444:HIS:CD2 21:N:448:LEU:HD11 2.48 0.48
21:N:486:GLY:HA3 21:N:523:LEU:HD12 1.96 0.48
22:0:58:ARG:CB 22:0:61:LEU:HB2 2.43 0.48
22:0:203: THR:O 22:0:205:1LE:HG23 2.13 0.48
22:0:330:ARG:HB2 22:0:333:SER:HB2 1.94 0.48
23:P:136:ARG:O 23:P:140: THR:OG1 2.31 0.48
23:P:303:PHE:HB3 23:P:348:HIS:NE2 2.28 0.48
24:Q:34:ASP:O 24:QQ:50:ARG:HG2 2.13 0.48
24:Q:133:LEU:O 24:QQ:136:SER:HB2 2.13 0.48
24:QQ:135:HIS:HB3 24:Q:161:LEU:HD22 1.95 0.48
25:R:128:LEU:HD21 25:R:162:ILE:H 1.78 0.48
25:R:307:TYR:HD1 25:R:310:GLU:OE1 1.96 0.48
26:S:13:SER:HA 26:S:16:ASN:ND2 2.28 0.48
26:5:430:GLY:C 26:S:432:1LE:N 2.70 0.48
26:S:479:-MET:HA 28:U:295:LYS:HZ2 1.78 0.48
26:5:482:PRO:0O 26:S:486:LYS:HG3 2.13 0.48
29:V:71:MET:HE1 29:V:87:PHE:CD2 2.48 0.48
30:W:5:ALA:N 30:W:107:HIS:O 2.45 0.48
33:Z:121:1ILE:HA 33:7:124:MET:HB3 1.94 0.48
33:7:506:LEU:CD1 33:7:510:LEU:HB2 2.44 0.48
33:7:593:HIS:N 33:7:596: THR:HG21 2.28 0.48
33:7:789:GLN:HG2 33:7:792:VAL:CG2 2.43 0.48
8:a:13:ASP:OD1 R:a:14:ARG:N 2.46 0.48
10:¢:172:ALA:O 10:¢:176:LEU:HG 2.13 0.48
13:£:14:SER:OG 13:f:18:ARG:N 2.46 0.48
14:g:111:ALA:HA 3:h:89:TYR:CE1 2.48 0.48
14:¢:170:GLN:OE1 14:g:170:GLN:N 2.29 0.48
4:1:36:LYS:HD2 4:1:152:TYR:CD1 2.47 0.48
5:3:66:MET:O 5:3:69: TYR:HB3 2.13 0.48
5:3:78:GLU:OE1 5:j:80:ARG:NH2 2.46 0.48
7:1:221: TRP:HD1 7:1:222:ASP:OD1 1.96 0.48
2:2:124:TYR:HA 13:£:99:PHE:O 2.13 0.48
2:2:252:TRP:HB3 3:3:191:VAL:HG11 1.95 0.48
4:4:101:ARG:NH1 8:A:115:ASP:0D2 2.44 0.48
6:6:158:LEU:HD23 6:6:161:LEU:HD12 1.95 0.48
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7:7:275:VAL:O 7:7:279:GLU:N 2.45 0.48
1:8:179: TYR:HA 1:8:188:LYS:HA 1.95 0.48
8:A:154:ILE:O 8:A:165:GLY:HA2 2.14 0.48
9:B:205:ASN:O 9:B:209:ILE:HG12 2.13 0.48
10:C:59:GLN:CD 10:C:209:ASP:HA 2.38 0.48
12:E:156:PHE:HA 12:E:165:TYR:O 2.13 0.48
12:E:194:LYS:0O 12:E:197:GLU:HB2 2.13 0.48
13:F:75:ALA:C 13:F:130:VAL:HG23 2.38 0.48
13:F:174:ARG:O 13:F:174:ARG:NH1 2.42 0.48
14:G:170:GLN:OE1 14:G:170:GLN:N 2.29 0.48
15:H:150:LYS:HZ2 15:H:152:ILE:HB 1.78 0.48
15:H:175:GLY:HA2 15:H:186:PRO:HG3 1.96 0.48
16:1:133:ILE:HB 17:J:93:LYS:O 2.12 0.48
16:1:204:PRO:HB2 16:1:261:LYS:HD3 1.95 0.48
16:1:204:PRO:HD2 16:1:264:ALA:C 2.38 0.48
16:1:215:GLU:O 16:1:218:ILE:N 2.45 0.48
16:1:244:LYS:HG3 16:1:371:ILE:HG13 1.95 0.48
17:J:199:ALA:HB1 17:J:210:PHE:CE1 2.48 0.48
17:J:316:PHE:CG 17:J:317:PRO:N 2.81 0.48
17:J:334:LYS:HA 25:R:203:ASP:CG 2.38 0.48
18:K:130:LEU:O 18:K:132:LYS:HG3 2.12 0.48
18:K:285:GLN:HB3 18:K:289:ASP:OD2 2.13 0.48
19:L:252:VAL:O 20:M:256:ILE:HB 2.13 0.48
19:L:291:PHE:HE1 20:M:290:ARG:NH2 2.10 0.48
20:M:147:GLY:N 20:M:159:LEU:HG 2.29 0.48
20:M:356:SER:O 20:M:359:GLN:HB3 2.12 0.48
21:N:61:ALA:O 21:N:65:ALA:N 2.28 0.48
21:N:144:CYS:HB3 21:N:153:ALA:HB2 1.94 0.48
21:N:167:GLU:HG3 21:N:213:PHE:HZ 1.74 0.48
21:N:297:ASP:HB3 21:N:921:ARG:HB2 1.94 0.48
21:N:310:ASP:HB3 21:N:711:ARG:HH22 1.78 0.48
21:N:406:TYR:CZ 21:N:410:LEU:HD21 2.48 0.48
22:0:84:ALA:O 22:0:87:LYS:HB3 2.13 0.48
23:P:114:THR:O 23:P:117:SER:HB2 2.14 0.48
23:P:163:LEU:HD12 23:P:167:THR:0OG1 2.13 0.48
23:P:228:SER:HA 23:P:231:LYS:HB3 1.95 0.48
24:Q:162:LEU:O 24:Q:166:LYS:HG3 2.12 0.48
24:Q:275:1LE:HG22 24:Q:279:LYS:HG3 1.94 0.48
24:QQ:392:GLN:HB2 25:R:352:SER:CB 2.42 0.48
25:R:174:1LE:HB 25:R:187:VAL:HG13 1.95 0.48
25:R:235:LEU:HD12 25:R:275:GLU:HG3 1.95 0.48
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25:R:259:PHE:CE1 25:R:333:-MET:HE2 2.47 0.48
25:R:295:SER:OG 25:R:307: TYR:HE2 1.96 0.48
25:R:415:GLN:HB2 26:5:298:ARG:NH1 2.28 0.48
26:S:452: TYR:C 26:S:454:SER:H 2.21 0.48
27:T:50:ILE:HG13 27 T:51:TYR:N 2.27 0.48
30:W:38:GLN:HE21 30:W:42:ASN:CG 2.21 0.48
33:7:233:LEU:HD21 33:7:253:VAL:HG22 1.95 0.48
33:7:290:GLU:OE1 33:7:293:MET:HE2 2.13 0.48
33:7:751:ASP:C 33:7:753:GLY:H 2.20 0.48
33:7:902:TYR:HB3 33:7:905:ASN:ND2 2.28 0.48
8:a:62:LYS:NZ 14:¢:177:GLU:O 2.39 0.48
8:a:91:ARG:NH1 14:¢:157'TYR:O 2.46 0.48
9:b:205:ASN:O 9:b:209:ILE:HG12 2.13 0.48
12:¢:20:ARG:HB3 12:e:25:GLU:OE2 2.13 0.48
12:¢:22:PHE:O 12:€:26:TYR:N 2.32 0.48
12:e:81:LEU:O 12:e:140:VAL:HB 2.12 0.48
12:€:147:HIS:HD2 12:e:153: TYR:CD2 2.31 0.48
13:£:48:ALA:O 13:f:212:SER:N 2.37 0.48
14:¢:222:SER:OG 14:¢:223:GLU:N 2.46 0.48
3:h:86: THR:HA 3:h:90:GLY:O 2.14 0.48
3:h:191:VAL:HG21 3:h:206:ILE:HD11 1.93 0.48
4:1:79:ALA:HB2 5:j:129:CYS:HB2 1.95 0.48
6:k:56:PHE:HZ 6:k:84:VAL:HG13 1.78 0.48
1:1:23:PRO:HB3 2:2:140:MET:SD 2.53 0.48
1:1:169:LEU:O 1:1:172: GLN:N 2.46 0.48
2:2:37:PRO:HB3 2:2:144:TRP:CD1 2.49 0.48
3:3:18:LEU:O 3:3:20: THR:N 2.47 0.48
6:6:39:SER:OG 6:6:74:GLU:OE2 2.24 0.48
7:7:112:1LE:HD12 7:7:116:LEU:HB3 1.94 0.48
1:8:108:ALA:O 1:8:112:ILE:N 2.30 0.48
1:8:218:GLY:C 1:8:220:GLY:H 2.22 0.48
9:B:220:ASP:0OD1 9:B:221:LEU:N 2.43 0.48
11:D:138:PHE:HD?2 11:D:217:PRO:CA 2.27 0.48
13:F:208:VAL:HA 13:F:234:.1LE:HD11 1.95 0.48
14:G:217:SER:HA 14:G:230:PHE:HA 1.95 0.48
15:H:101:ARG:H 15:H:173:ARG:CD 2.26 0.48
15:H:421:SER:N 16:1:369:GLY:HA2 2.28 0.48
16:1:255:GLY:HA3 16:1:377:PHE:HB2 1.96 0.48
17:J:78:ILE:HD12 17:J:104:VAL:HB 1.96 0.48
17:J:150: VAL:HG22 17:J:197:LEU:HD22 1.95 0.48
17:J:225:GLU:CD 17:J:228:ARG:HH21 2.21 0.48
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17:J:251:ASP:HA 17:J:294: THR:HB 1.95 0.48
17:J:302:PRO:O 17:J:305:LEU:N 2.42 0.48
18:K:184:ILE:O 18:K:188:VAL:N 2.37 0.48
18:K:346:ARG:HE 18:K:376:ASP:HB2 1.78 0.48
20:M:166:ARG:HE 20:M:168:LYS:HZ1 1.60 0.48
20:M:364:HIS:ND1 20:M:392:LYS:HB2 2.29 0.48
20:M:377:GLN:HG3 20:M:378:GLU:N 2.29 0.48
21:N:33:ASP:0O 21:N:36:TRP:CD1 2.67 0.48
21:N:98:VAL:HA 21:N:101:ILE:HG12 1.94 0.48
21:N:493:GLY:HA3 21:N:524:ILE:HB 1.95 0.48
23:P:96:MET:O 23:P:100:VAL:HG23 2.12 0.48
23:P:180:ILE:O 23:P:184:MET:HG3 2.14 0.48
23:P:220: TYR:HE2 23:P:224:LEU:-HD22 1.78 0.48
24:Q:195:LYS:HA 24:QQ:225:LEU:HD11 1.94 0.48
25:R:61:PRO:O 25:R:64:LYS:HB3 2.14 0.48
25:R:236:ALA:H 25:R:275:GLU:CD 2.21 0.48
25:R:301:TYR:HE2 25:R:359:VAL:CG1 2.26 0.48
26:S5:259: TYR:CD2 26:S:272: TYR:HB2 2.49 0.48
26:S:280:ASN:HB3 26:S:285:ASP:HB3 1.93 0.48
26:S:469:ASN:HA 26:S:472:HIS:HB3 1.94 0.48
27:T:89:TYR:CE1 27:T:102:LYS:HB3 2.48 0.48
27:T:102:LYS:O 27:T:106:ILE:HG22 2.13 0.48
28:U:191:THR:O 28:U:194:LEU:N 2.40 0.48
29:V:251:TYR:O 29:V:255:ILE:N 2.34 0.48
30:W:65:PHE:CZ 30:W:97: THR:HG22 2.49 0.48
33:7:103:TYR:OH 33:7:136:ARG:O 2.31 0.48
33:7:389:PHE:HE2 33:7:850:LEU:HA 1.79 0.48
33:7:412:GLY:0O 33:7:446:GLU:HB3 2.13 0.48
33:7:924:1LYS:HZ2 33:7:926:ASN:HD21 1.61 0.48
R:a:47:GLY:N 8:a:50:CYS:0O 2.46 0.48
3:h:52:LYS:HA 3:h:64:ARG:NH2 2.28 0.48
6:k:47:ALA:O 6:k:101:ASN:N 2.43 0.48
6:6:36:ARG:HG2 6:6:46:PHE:CE2 2.48 0.48
6:6:56:PHE:HZ 6:6:84:VAL:HG13 1.78 0.48
7:7:221:TRP:HD1 7:7:222:ASP:0OD1 1.96 0.48
7:7:243:ASP:HB3 7:7:246:SER:HB2 1.95 0.48
7:7:268:VAL:HB 5:3:203:ARG:NH2 2.29 0.48
1:8:161:ALA:O 1:8:164:LEU:N 2.46 0.48
2:9:135:GLN:HA 2:9:138:SER:HB2 1.95 0.48
11:D:18:PHE:HA 11:D:21:GLU:HB2 1.95 0.48
13:F:187:ASP:O 13:F:190:1ILE:HB 2.14 0.48
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14:G:12:ASN:OD1 14:G:21:ASN:ND2 2.40 0.48
15:H:276:GLY:HA2 15:H:279:LEU:HD12 1.96 0.48
18:K:78:GLU:OE1 21:N:584:ARG:NH1 2.43 0.48
18:K:367:ASP:O 18:K:370:SER:HB3 2.12 0.48
19:L:99:GLN:O 19:L:101:ILE:HG23 2.14 0.48
21:N:69:TYR:CB 21:N:74:GLU:HB2 2.39 0.48
21:N:241:LEU:HA 21:N:244:LYS:HE3 1.95 0.48
21:N:514: THR:HA 21:N:517:LEU:HD12 1.96 0.48
21:N:653:ARG:O 21:N:657:-MET:HG3 2.13 0.48
21:N:766:GLN:HB3 21:N:768:ILE:HD13 1.95 0.48
22:0:143:LEU:HD21 22:0:181:PHE:HB2 1.94 0.48
23:P:245:TYR:OH 23:P:261:LEU:HB2 2.14 0.48
24:QQ:264:TYR:CE1 24:Q):328:ASP:HB3 2.48 0.48
24:Q:293:SER:OG 24:Q0:296:1LE:HG12 2.12 0.48
25:R:271:ILE:HG23 25:R:272:ASP:N 2.29 0.48
26:S:231:ALA:HB3 26:S5:259:TYR:CZ 2.48 0.48
26:S:276:LEU:HG 26:S5:292: TYR:CE2 2.48 0.48
26:S:368:LYS:HE3 27:T:133:ILE:HD13 1.94 0.48
27:T:222:LEU:HD21 27:T:228:1LE:HD12 1.94 0.48
29:V:53:MET:SD 29:V:108:TYR:HB3 2.53 0.48
30:W:56:GLY:C 30:W:86:HIS:HE2 2.21 0.48
30:W:137:VAL:O 30:W:168:THR:HA 2.13 0.48
33:7:308:LYS:CD 33:7:920:GLY:HA3 2.44 0.48
33:7:328:ASP:H 33:7:332:ASN:H 1.59 0.48
33:7:361:HIS:C 33:7:364:ASN:HB2 2.38 0.48
9:b:134:LEU:O 9:b:149:GLN:HA 2.13 0.48
10:c:4:ARG:HG2 11:d:6:ARG:NH1 2.27 0.48
10:¢:59:GLN:CD 10:¢:209:ASP:HA 2.38 0.48
10:¢:103:ASN:HD22 6:k:82:SER:CB 2.27 0.48
11:d:11:PHE:H 12:€:23:GLN:NE2 2.09 0.48
3:h:26: THR:0G1 3:h:142:PRO:O 2.30 0.48
7:1:251:ASN:ND2 7:1:265:ASN:HB2 2.28 0.48
7:1:276:LYS:NZ 7:1:285:VAL:HG12 2.28 0.48
2:2:124:TYR:HD1 13:£:99:PHE:O 1.97 0.48
3:3:52:LYS:HA 3:3:64:ARG:NH2 2.28 0.48
4:4:247:-VAL:HB 5:5:195:VAL:HB 1.95 0.48
5:5:124:PHE:CD1 5:5:130:ILE:HA 2.49 0.48
2:9:37:PRO:HB3 2:9:144: TRP:CD1 2.49 0.48
8:A:73:PHE:HE2 8:A:90:ALA:HB1 1.77 0.48
10:C:38:.ILE:HG12 10:C:162:ALA:HB1 1.96 0.48
10:C:139:GLY:O 10:C:147:GLN:N 2.35 0.48
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11:D:175:LEU:HD21 11:D:198:SER:HB3 1.95 0.48
15:H:54:ASN:HB2 16:1:119:GLU:O 2.13 0.48
15:H:434:ARG:CB 33:72:929:VAL:HG11 2.42 0.48
16:1:242:PRO:CG 16:1:346:ARG:CA 2.86 0.48
17:J:129:LYS:CE 17:J:129:LYS:N 2.75 0.48
17:J:130:ALA:HB1 17:J:131:ASP:CB 2.17 0.48
18:K:73:ARG:O 18:K:76:LYS:HB3 2.13 0.48
19:L:276:CYS:O 19:L:321: THR:HA 2.13 0.48
19:1:358:LEU:HA 19:L:361:PHE:HB3 1.95 0.48
21:N:150:LEU:CD1 21:N:173:LYS:HG2 2.44 0.48
21:N:340:HIS:HA 21:N:343: THR:HB 1.95 0.48
21:N:626:GLY:C 21:N:662:MET:HE3 2.39 0.48
22:0:297:ILE:O 22:0:305:ILE:HD13 2.14 0.48
23:P:208:PHE:HB2 23:P:217:LYS:HZ1 1.79 0.48
24:Q:387:TYR:CD1 24:Q:387:TYR:C 2.90 0.48
25:R:117:ILE:HA 25:R:120:LEU:HD12 1.96 0.48
25:R:292:LEU:HD22 25:R:307:TYR:CE2 2.49 0.48
25:R:331:ARG:HA 25:R:334:ARG:HB3 1.95 0.48
25:R:366:ASN:O 25:R:370:LYS:N 2.47 0.48
26:5:330:LEU:CA 26:5:333:PHE:HB2 2.41 0.48
26:S:397:LEU:HD11 26:S:432:ILE:HB 1.95 0.48
27:T:267:ALA:O 27:T:271:GLU:HB2 2.13 0.48
28:U:24:ARG:HD3 29:V:100:ARG:CA 2.42 0.48
29:V:50:MET:HE1 29:V:82:ALA:HB3 1.94 0.48
29:V:124:ASN:HA 29:V:127:LYS:HE2 1.95 0.48
29:V:264:GLU:HB3 29:V:280:LEU:HD21 1.95 0.48
33:7:223:LEU:O 33:72:227ILE:HG12 2.13 0.48
33:7:345:GLU:O 33:7:348:LEU:N 2.47 0.48
R:a:115:ASP:CG 4:1:101:ARG:HH12 2.21 0.48
10:c:4:ARG:HB3 11:d:6:ARG:HH22 1.78 0.48
10:¢:60:ASP:0OD1 10:¢:232:PRO:HG2 2.13 0.48
10:¢:197:LEU:O 10:¢:201: THR:OG1 2.23 0.48
11:d:96:HIS:NE2 11:d:100:LEU:HD22 2.28 0.48
12:e:123:PHE:HB3 12:e:134:MET:HE3 1.94 0.48
13:£:187:ASP:O 13:£:190:ILE:HB 2.14 0.48
14:2:91:ARG:O 14:2:94:GLU:HB2 2.13 0.48
14:g:151:LEU:HD13 14:g:157:TYR:CD2 241 0.48
14:¢:201:TYR:CD1 14:¢:212:PHE:HZ 2.31 0.48
4:1:59:ASN:HD21 4:1:218:ASN:ND2 2.11 0.48
5:j:49:VAL:HG22 5:3:84:PRO:HG3 1.95 0.48
1:1:76:PHE:HE2 1:1:78:ALA:HB3 1.78 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
3:3:181:ALA:O 3:3:185:ASP:N 2.43 0.48
5:5:49:VAL:HG22 5:5:84:PRO:HG3 1.95 0.48
5:5:66:MET:O 5:5:69:TYR:HB3 2.13 0.48
1:8:76:PHE:HE2 1:8:78:ALA:HB3 1.78 0.48
1:8:96:PHE:CD2 13:F:89:ARG:HD3 2.48 0.48
2:9:74:ARG:O 2:9:85:GLY:HA2 2.13 0.48
2:9:113:LEU:HB2 2:9:118:GLU:HG2 1.96 0.48
2:9:226:ARG:HG2 2:9:246:GLN:CG 2.43 0.48
12:E:83:ALA:HA 12:E:86:ARG:HG2 1.95 0.48
15:H:156:VAL:HG11 20:M:163:PHE:CD2 2.48 0.48
16:1:133:ILE:HD12 17:J:93:LYS:HB3 1.93 0.48
17:J:251:ASP:CG 17:J:293:ALA:H 2.21 0.48
18:K:77:ARG:O 18:K:80:LYS:N 2.46 0.48
18:K:267:SER:O 18:K:312: VAL:HA 2.13 0.48
19:L:161:ARG:HG2 19:1.:162:GLU:N 2.29 0.48
21:N:326:SER:O 21:N:329:HIS:N 2.46 0.48
21:N:422:TYR:O 21:N:425:ASN:HB2 2.13 0.48
21:N:444:HIS:ND1 21:N:476:THR:O 2.46 0.48
21:N:641:LEU:HB2 21:N:660:LEU:HD21 1.94 0.48
22:0:343:GLN:HG2 23:P:364:ARG:HG2 1.94 0.48
23:P:109:SER:O 23:P:113:ASN:N 2.39 0.48
23:P:123:ARG:HB3 23:P:127:GLU:HB3 1.94 0.48
23:P:184:MET:HG2 23:P:196:ALA:CA 2.38 0.48
23:P:383:LEU:O 23:P:387:GLY:N 2.47 0.48
23:P:411:LEU:HA 23:P:415:TRP:H 1.77 0.48
24:Q:51:ARG:NH1 24:Q:55:GLU:HB2 2.29 0.48
24:QQ:376:LYS:HD2 24:Q:376:LYS:N 2.29 0.48
25:R:43:ARG:HD3 25:R:88:LEU:C 2.38 0.48
25:R:45:GLU:O 25:R:48:GLU:HB3 2.13 0.48
25:R:187:VAL:HA 25:R:190:LYS:HD?2 1.95 0.48
25:R:287:GLN:C 25:R:291:SER:HB2 2.38 0.48
25:R:317:ILE:HB 25:R:318:PRO:HD3 1.95 0.48
25:R:384:VAL:CB 26:S:402:ILE:CG2 2.79 0.48
26:S:439:GLU:OE2 27:T:199:PHE:HB2 2.13 0.48
27:T:200:LEU:HD23 27:T:205:ILE:HB 1.96 0.48
27:T:214:GLU:O 27:T:218:GLU:HG3 2.13 0.48
28:U:57:GLU:O 28:U:66: TRP:HB2 2.14 0.48
29:V:48:GLU:CB 29:V:109:HIS:HB3 2.35 0.48
30:W:10:ILE:HG12 30:W:113:PHE:CD2 2.48 0.48
30:W:12:ASN:HA 30:W:16:SER:CB 2.43 0.48
30:W:172:LEU:HD22 | 30:W:188:SER:HB3 1.96 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
33:7:266:LYS:C 33:7:269: TYR:HB3 2.38 0.48
33:7:324:GLU:CA 33:7:327:GLN:HB3 2.43 0.48
33:7:568:LEU:HD11 33:7:598:ALA:CB 2.43 0.48
33:7:741:LEU:HD12 33:2:775:MET:HG2 1.96 0.48
8:a:154:ILE:O 8:a:165:GLY:HA2 2.14 0.48
8:a:172:GLY:N 8:a:175:GLN:HB2 2.29 0.48
10:¢:50:ARG:HG3 10:¢:211:LEU:C 2.39 0.48
10:¢:191:GLU:HG3 10:¢:242: THR:HG22 1.95 0.48
12:e:156:PHE:HA 12:€:165:TYR:O 2.13 0.48
12:e:212:LEU:HD21 12:e:240:ILE:HG12 1.95 0.48
14:¢:20:ARG:NE 14:¢:25:GLU:OE2 2.46 0.48
14:g:43:ASN:HD21 14:¢:188:SER:HA 1.79 0.48
14:¢:46:VAL:HG13 14:g:146:ALA:HB1 1.95 0.48
14:¢:126:TYR:O 14:2:129:VAL:CG2 2.61 0.48
5:3:124:PHE:CD1 5:j3:130:1ILE:HA 2.49 0.48
6:k:96:ARG:NH1 7:1:166:LYS:HD3 2.28 0.48
2:2:74:ARG:O 2:2:85:GLY:HA2 2.13 0.48
2:2:183:MET:O 2:2:186:PRO:HD2 2.14 0.48
3:3:86: THR:HA 3:3:90:GLY:O 2.14 0.48
4:4:59:ASN:HD21 4:4:218:ASN:ND2 2.11 0.48
4:4:104:ARG:HH21 8:A:149:GLU:CD 2.22 0.48
6:6:52:ASP:H 7:7:166:LYS:NZ 2.12 0.48
7:7:243:ASP:CG 7:7:245:'TYR:H 2.20 0.48
7:7:273: TRP:CG 5:3:201:LYS:HE3 2.49 0.48
2:9:49: TYR:HD2 2:9:50:ASP:0OD1 1.97 0.48
2:9:253:ASP:HA 3:h:208: TYR:CZ 2.49 0.48
10:C:206:LEU:HD11 | 10:C:211:LEU:HD21 1.96 0.48
11:D:94:GLN:HA 11:D:97:ARG:HD3 1.96 0.48
11:D:118:GLN:OE1 12:E:83:ALA:HB3 2.13 0.48
12:E:21:LEU:HB2 12:E:24:VAL:HB 1.96 0.48
13:F:48:ALA:HB3 13:F:212:SER:HB3 1.96 0.48
15:H:39:SER:O 15:H:43:ALA:N 2.29 0.48
15:H:238:LEU:HB2 15:H:240:1ILE:HG12 1.96 0.48
16:1:251:ALA:H 16:1:377:PHE:HD2 1.62 0.48
16:1:384: THR:O 16:1:387:LYS:HB3 2.14 0.48
17:J:113:VAL:HG12 17:J:125:VAL:HA 1.95 0.48
18:K:217:THR:OG1 18:K:340:PHE:CE2 2.64 0.48
19:L:356:GLY:O 19:1:359:GLU:HB3 2.13 0.48
20:M:172:VAL:HG11 20:M:273:LYS:HE3 1.96 0.48
21:N:150:LEU:HD12 21:N:173:LYS:HG2 1.95 0.48
21:N:875:LEU:HG 21:N:877:GLN:H 1.78 0.48

Continued on next page...



Page 277 Full wwPDB EM Validation Report EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
23:P:147:LYS:O 23:P:152:LYS:N 2.47 0.48
23:P:221:TYR:HH 23:P:245:TYR:H 1.61 0.48
23:P:363:LEU:O 23:P:367:GLU:N 2.24 0.48
24:Q:254:SER:O 24:Q:257:LYS:HB3 2.14 0.48
24:Q:314:PHE:HD2 24:Q:339:TYR:CG 2.01 0.48
24:QQ:358:GLU:OE2 24:Q:360:SER:HB2 2.13 0.48
24:QQ:414:GLU:O 24:Q:418:GLN:N 2.38 0.48
25:R:23:ASN:HD21 25:R:142:ALA:HB1 1.79 0.48
25:R:284:ALA:O 25:R:287:GLN:CG 2.62 0.48
25:R:371:PHE:HB2 25:R:377:LEU:HD21 1.94 0.48
26:S:24:LYS:HA 26:S:27:GLU:CB 2.44 0.48
26:S:144:LEU:C 26:S:146:LEU:H 2.21 0.48
26:S:207:ASN:HA 26:S:210:LEU:HB3 1.96 0.48
27:T:50:ILE:O 27:T:55:LEU:N 2.45 0.48
30:W:164:PRO:HD2 | 30:W:168: THR:HG23 1.95 0.48
31:X:38:ASN:HA 31:X:47:ASP:N 2.25 0.48
33:2:377:ALA:HA 33:7:380:ASN:HB2 1.96 0.48
8:a:101:ALA:O 8:a:105:ARG:N 2.30 0.48
8:a:232:LYS:HE2 8:a:234:PHE:HB3 1.95 0.48
13:£:48:ALA:HB3 13:£:212:SER:HB3 1.96 0.48
3:h:38:ARG:NH1 3:h:188:SER:O 2.47 0.48
3:h:130:TYR:CE2 3:h:140:LYS:HB2 2.49 0.48
5:3:125:ASP:OD1 5:j:129:CYS:N 2.45 0.48
7:1:239:ALA:O 7:1:243:ASP:N 2.36 0.48
2:2:49: TYR:HD2 2:2:50:ASP:0OD1 1.97 0.48
2:2:173:PRO:HG3 2:2:198:ILE:HD11 1.95 0.48
5:5:164:PHE:CE1 5:5:198:ARG:HD2 2.48 0.48
7:7:276:LYS:NZ 7:7:285:VAL:HG12 2.28 0.48
1:8:89:ASN:OD1 13:F:93:ASN:ND2 2.47 0.48
2:9:183:MET:O 2:9:186:PRO:HD2 2.14 0.48
2:9:256:LYS:HG3 2:9:257:ASP:OD1 2.14 0.48
8:A:13:ASP:0OD1 8:A:14:ARG:N 2.46 0.48
8:A:60:PRO:HG2 8:A:64:LEU:HD11 1.95 0.48
10:C:20:TYR:HB3 10:C:24:TYR:CE2 2.49 0.48
10:C:172:ALA:O 10:C:176:LEU:HG 2.13 0.48
12:E:212:LEU:HD21 12:E:240:ILE:HG12 1.95 0.48
13:F:231:ALA:HA 13:F:234:1LE:HD12 1.96 0.48
15:H:303:ALA:H 15:H:348:ASN:HB3 1.79 0.48
16:1:254: THR:HA 16:1:258:LEU:HD12 1.96 0.48
16:1:255:GLY:HA3 16:1:377:PHE:CB 2.43 0.48
16:1:286:ASP:H 17:J:223:ILE:CD1 2.26 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
19:1:140:LEU:HD21 19:L:158:ILE:HG12 1.95 0.48
19:1L:254:LYS:CA 19:1:255:TYR:HB2 2.44 0.48
21:N:131:PRO:HA 21:N:134: THR:HB 1.96 0.48
21:N:244:1LYS:O 21:N:248:GLU:HG2 2.14 0.48
21:N:321:LEU:O 21:N:328:PHE:HE2 1.97 0.48
21:N:386:MET:C 21:N:390:LEU:HG 2.39 0.48
22:0:126:1LE:O 22:0:130:ASP:CG 2.57 0.48
22:0:266:PHE:CE2 22:0:274:1LE:HG12 2.48 0.48
22:0:301:PHE:HE2 22:0:308:LEU:N 2.12 0.48
22:0:314:SER:O 22:0:317:THR:OG1 2.15 0.48
23:P:56:LYS:HZ1 23:P:91:LEU:HB2 1.79 0.48
23:P:63:VAL:O 23:P:66:LEU:HB2 2.14 0.48
23:P:187:SER:HB3 23:P:192:ASP:O 2.14 0.48
23:P:222:ASN:O 23:P:225:VAL:HB 2.13 0.48
23:P:285:GLN:OE1 23:P:285:GLN:N 2.43 0.48
24:Q:409:TYR:HB3 25:R:399:GLN:HA 1.95 0.48
25:R:99:TYR:HA 25:R:102:LEU:HB3 1.95 0.48
25:R:147:LYS:O 25:R:151:GLU:CD 2.56 0.48
26:S:9:ASP:C 26:S:12:SER:HG 2.15 0.48
26:5:399: TYR:HB3 26:S:402:ILE:HD13 1.95 0.48
26:S:438:HIS:C 26:S:441:GLY:H 2.21 0.48
28:U:5:HIS:HB3 28:U:157:LEU:HD21 1.95 0.48
28:U:167:GLU:O 28:U:171:VAL:HG23 2.14 0.48
33:7:384:SER:OG 33:72:406:TRP:O 2.24 0.48
33:7:385:PHE:CE1 33:7:417:SER:HB2 2.49 0.48
33:7:490:ILE:CG2 33:7:526:ALA:HA 2.44 0.48
8:a:198:SER:0G 8:a:201:LYS:HG2 2.14 0.48
10:¢:168:ASN:ND2 10:¢:202:ASP:OD1 2.24 0.48
11:d:4:TYR:O 11:d:125:GLY:HA3 2.14 0.48
11:d:157:SER:HB2 12:e:59:LEU:HD11 1.96 0.48
12:¢:21:LEU:HB2 12:e:24:VAL:HB 1.96 0.48
12:€:236: THR:HG22 12:e:240:ILE:HD11 1.95 0.48
13:£:51:ARG:O 13:£:60:GLN:N 2.42 0.48
13:£:136:GLY:HA2 13:£:216:VAL:HG11 1.95 0.48
4:1:128:ILE:HD11 4:1:156:LEU:N 2.29 0.48
4:1:235:PRO:O 4:1:238:THR:OG1 2.16 0.48
6:k:143:LEU:O 6:k:147:HIS:ND1 2.35 0.48
2:2:113:LEU:HB2 2:2:118:GLU:HG2 1.95 0.48
2:2:256:LYS:HG3 2:2:257:ASP:0OD1 2.14 0.48
4:4:72:CYS:SG 4:4:127:-LEU:HD22 2.54 0.48
5:5:78:GLU:OE1 5:5:80:ARG:NH2 2.46 0.48
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7:7:94:ARG:CZ 7:7:247:GLY:HA3 2.44 0.48
7:7:114:PRO:O 7:7:259:GLY:HA3 2.13 0.48
7:7:181:ARG:HB2 7:7:257:GLU:OE2 2.13 0.48
1:8:32:LEU:N 1:8:43:ALA:O 2.31 0.48
8:A:101:ALA:O 8:A:105:ARG:N 2.30 0.48
10:C:191:GLU:HG3 10:C:242: THR:HG22 1.95 0.48
11:D:181:ARG:NH2 12:E:57:PRO:O 2.47 0.48
13:F:228:GLU:OE1 13:F:228:GLU:N 2.29 0.48
15:H:59:ILE:CA 15:H:62:ARG:HB3 2.41 0.48
15:H:101:ARG:H 15:H:173:ARG:NE 2.11 0.48
15:H:295:PHE:CE2 15:H:339:GLN:HB2 2.49 0.48
16:1:204:PRO:HD2 16:1:265:ASN:N 2.29 0.48
17:J:276:LEU:CD2 17:J:290:1LE:HD12 2.44 0.48
18:K:217:THR:OG1 18:K:340:PHE:CE1 2.55 0.48
18:K:287:GLY:C 18:K:289:ASP:H 2.22 0.48
19:L:365: THR:OG1 19:L:366:ALA:N 2.45 0.48
19:L:369:LYS:O 19:L:409:HIS:HA 2.14 0.48
19:L:394:CYS:SG 19:1:422:VAL:HG11 2.54 0.48
20:M:148:VAL:HA 20:M:156:LEU:H 1.78 0.48
20:M:187:ASP:HA 20:M:190:ILE:HD12 1.95 0.48
21:N:181:GLU:O 21:N:184:LYS:N 2.47 0.48
21:N:217:-MET:SD 21:N:244:LYS:NZ 2.80 0.48
21:N:230:VAL:O 21:N:233:ASN:ND2 2.46 0.48
21:N:559:TYR:C 21:N:594:VAL:HG22 2.38 0.48
22:0:321:LYS:O 22:0:325:GLU:HG3 2.14 0.48
22:0:363:ILE:O 28:U:204:LEU:HD13 2.14 0.48
22:0:382:LYS:HD3 22:0:383:LYS:HZ2 1.79 0.48
23:P:164:GLN:OE1 23:P:202:LYS:NZ 2.47 0.48
23:P:319:GLU:HB2 23:P:324:GLU:HB2 1.96 0.48
23:P:331:GLY:HA2 23:P:336:HIS:HB2 1.96 0.48
25:R:200:LYS:CD 25:R:200:LYS:C 2.86 0.48
25:R:223:ASN:OD1 25:R:227:ALA:HB3 2.13 0.48
25:R:373:PRO:C 25:R:375:LYS:H 2.21 0.48
26:S:235:ASN:HA 26:S:238:LEU:HD12 1.95 0.48
27:T:39:LEU:HD13 27:T:55:LEU:HA 1.95 0.48
27:T:55:LEU:HA 27:T:58: THR:HB 1.94 0.48
27:T:84:GLN:O 27:T:87:PRO:HD2 2.14 0.48
27:T:104:LYS:NZ 27:T:169:GLN:OE1 2.35 0.48
27:T:251:HIS:CE1 27:T:253:GLU:OE1 2.67 0.48
28:U:35:GLY:HA3 28:U:52:PHE:O 2.14 0.48
28:U:226:LEU:HA 28:U:229:LEU:CD1 2.43 0.48
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29:V:31:SER:O 29:V:35:LEU:HG 2.14 0.48
30:W:2:VAL:O 30:W:44:ASN:ND2 2.35 0.48
30:W:125:LEU:HA 30:W:128:LEU:HD12 1.95 0.48
30:W:143:ASN:HD21 30:W:149:GLN:N 2.12 0.48
33:72:301: THR:HG23 33:72:306:MET:HG2 1.96 0.48
33:7:374:LEU:HD13 33:7:379:GLN:HB3 1.95 0.48
33:7:531:ALA:HB1 33:7:572:1LE:HB 1.96 0.48
9:h:98:LYS:HA 9:b:103:GLU:H 1.78 0.48
10:¢:20: TYR:HB3 10:¢:24:TYR:CE2 2.49 0.48
10:¢:191:GLU:O 10:¢:195:LYS:HG2 2.13 0.48
11:d:20:VAL:O 11:d:24:LEU:HG 2.14 0.48
14:¢:204:HIS:NE2 14:¢:208:LYS:HA 2.29 0.48
14:g:217:SER:HA 14:¢:230:PHE:HA 1.95 0.48
4:1:236:ARG:HH21 5:j:162:ASP:H 1.62 0.48
6:k:119:ILE:HA 6:k:124: THR:O 2.13 0.48
7:1:110:1ILE:HD11 7:1:120:MET:HE3 1.96 0.48
7:1:151:VAL:HG12 7:1:188: TYR:HD?2 1.79 0.48
1:1:177:ASN:HB3 5:5:172:LEU:HD23 1.95 0.47
1:1:214:HIS:CD2 1:1:217:VAL:HG23 2.36 0.47
4:4:176:THR:H 4:4:179:GLU:HB2 1.79 0.47
5:5:9:GLY:HA3 5:5:180:LEU:HB3 1.94 0.47
1:8:68:ASN:CG 1:8:230:GLY:HA2 2.39 0.47
2:9:173:PRO:HG3 2:9:198:ILE:HD11 1.95 0.47
2:9:218:TYR:HB2 2:9:247:VAL:HG21 1.95 0.47
8:A:198:SER:OG 8:A:201:LYS:HG2 2.14 0.47
10:C:48:ALA:O 10:C:212:GLU:N 2.35 0.47
11:D:36:VAL:HG23 11:D:191:CYS:SG 2.53 0.47
14:G:99:PHE:CE1 14:G:107:ILE:HA 2.49 0.47
14:G:126:TYR:H 14:G:129:VAL:CG2 2.27 0.47
15:H:170:GLU:C 15:H:172:MET:N 2.72 0.47
15:H:270: THR:HB 15:H:304:CYS:CB 2.44 0.47
15:H:292:ARG:O 15:H:295:PHE:N 2.47 0.47
15:H:336:LEU:C 15:H:370:ARG:NH2 2.71 0.47
15:H:439: THR:N 15:H:442:ASP:0D2 2.23 0.47
17:J:377:-VAL:HG12 17:J:378: THR:O 2.14 0.47
18:K:226:VAL:O 18:K:230: THR:HG23 2.14 0.47
19:1:289:ARG:HB3 20:M:293:SER:OG 2.14 0.47
21:N:717:LEU:N 21:N:719:ASN:OD1 2.47 0.47
21:N:721:ASP:HA 21:N:899:ASN:OD1 2.13 0.47
22:0:245:ASP:HA 22:0:249:ASP:CG 2.38 0.47
25:R:109:LYS:HD3 25:R:140: TYR:CG 2.48 0.47
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25:R:371:PHE:HB3 25:R:377:LEU:HG 1.95 0.47
26:S:167:LEU:HD12 26:S:171:TYR:CE2 2.49 0.47
26:S:212:SER:O 26:S:215:MET:HB3 2.13 0.47
26:S:241:PHE:CG 26:S:247:VAL:HA 2.49 0.47
26:5:329:GLU:HG3 32:Y:63:ASN:CB 2.44 0.47
27:T:204:ASN:O 27:T:208:LEU:N 2.29 0.47
29:V:119:SER:O 29:V:123:VAL:N 2.30 0.47
29:V:232:GLU:C 29:V:235:GLU:H 2.22 0.47
29:V:264:GLU:HG2 29:V:276:PRO:O 2.14 0.47
31:X:10:PHE:HB3 31:X:87:PHE:CZ 2.49 0.47
33:7:135:LEU:HB2 33:7:157:-LEU:HD22 1.96 0.47
33:72:278:LEU:HD12 33:7:282:1LE:HD11 1.95 0.47
33:7:360:SER:OG 33:7:361:HIS:N 2.47 0.47
33:7:753:GLY:CA 33:7:754:LYS:CB 2.92 0.47
9:b:37:ILE:HA 9:b:161:ALA:CB 2.44 0.47
9:b:180:ASN:OD1 9:b:182:GLU:N 2.47 0.47
12:€:21:LEU:O 12:€:25:GLU:HG2 2.14 0.47
13:£:75:ALA:C 13:£:130:VAL:HG23 2.39 0.47
14:¢:99:PHE:CE1 14:g:107:1ILE:HA 2.49 0.47
3:h:25:VAL:C 3:h:31:VAL:HG23 2.39 0.47
3:h:39: THR:OG1 3:h:47:ASN:O 2.29 0.47
1:1:179:TYR:HA 1:1:188:LYS:HA 1.95 0.47
3:3:25:VAL:C 3:3:31:VAL:HG23 2.39 0.47
4:4:42:VAL:HG23 4:4:206:VAL:HA 1.96 0.47
5:5:149:MET:HE2 5:5:173:ASN:HB2 1.96 0.47
6:6:47:ALA:O 6:6:101:ASN:N 2.43 0.47
7:7:272:PHE:CE2 5:3:204:GLN:HG3 2.48 0.47
9:B:180:ASN:OD1 9:B:182:GLU:N 2.47 0.47
10:C:50:ARG:HG3 10:C:211:LEU:C 2.39 0.47
14:G:85:GLY:O 14:G:89:VAL:N 2.29 0.47
14:G:123:HIS:CA 14:G:129:VAL:HB 2.43 0.47
15:H:157:VAL:O 20:M:75:LEU:HD?22 2.14 0.47
15:H:277:SER:O 16:1:331:ARG:NH2 2.46 0.47
15:H:397:SER:HB2 15:H:436:LYS:O 2.14 0.47
16:1:146:ILE:HB 16:1:155:TYR:C 2.39 0.47
16:1:188:GLN:HB3 16:1:190:ASP:N 2.28 0.47
17:J:164:1LE:CG1 17:J:185:VAL:HG21 2.44 0.47
17:J:203:ALA:HA 17:J:244:ILE:HD12 1.96 0.47
19:L:105:ILE:O 19:L:122:SER:OG 2.32 0.47
20:M:115:LYS:CA 20:M:131:MET:HE2 2.36 0.47
20:M:172:VAL:HG22 | 20:M:244:LEU:HD13 1.96 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
20:M:268:ALA:O 20:M:271:LYS:N 2.47 0.47
20:M:355:ASP:HA 20:M:358:ALA:HB3 1.96 0.47
21:N:918:GLU:HA 21:N:922:GLN:HG3 1.96 0.47
22:0:132:GLU:O 22:0:136:THR:HG23 2.14 0.47
22:0:311:GLU:HG2 22:0:346:GLU:HB3 1.94 0.47
23:P:421:GLU:O 23:P:424:GLU:HB3 2.13 0.47
24:Q:302:VAL:HG22 24:QQ:335:PHE:HE2 1.70 0.47
24:Q:426:LEU:HB3 28:U:293:GLU:CD 2.39 0.47
25:R:89:ASN:ND2 25:R:92:ILE:HB 2.30 0.47
25:R:403:LEU:HD11 26:S:464:ARG:HD2 1.95 0.47
25:R:408:ASP:HA 25:R:411:LEU:HB2 1.96 0.47
26:5:393:ARG:HA 26:5:397:LEU:CD1 2.44 0.47
27:T:20: TYR:HA 27:T:23:CYS:SG 2.54 0.47
27:T:109: TYR:O 27:T:112:ASN:HB3 2.14 0.47
27:T:125:GLU:HA 27:T:128: TYR:HB3 1.94 0.47
28:U:84:ASN:OD1 28:U:85:ALA:N 2.47 0.47
33:7:262:VAL:O 33:7:265:LEU:N 2.43 0.47
33:7:437:ASP:HA 33:7:440:LEU:HB2 1.96 0.47
33:7:488:ALA:HA 33:7:491:LEU:HB2 1.94 0.47
8:a:30:TYR:CZ 14:g:17:PRO:HA 2.49 0.47
9:b:14:PRO:HA 10:¢:24:TYR:CZ 2.48 0.47
13:£:14:SER:O 14:2:26: TYR:HB3 2.14 0.47
4:1:176: THR:H 4:1:179:GLU:HB2 1.79 0.47
5:3:164:PHE:CE1 5:3:198:ARG:HD2 2.49 0.47
7:1:94:ARG:CZ 7:1:247:GLY:HA3 2.44 0.47
7:1:140:LEU:HA 7:1:143:LEU:HD12 1.96 0.47
1:1:32:LEU:N 1:1:43:ALA:O 2.31 0.47
1:1:220:GLY:HA2 1:1:237:GLU:HA 1.95 0.47
3:3:88:GLN:HB3 3:3:89:TYR:CD1 2.50 0.47
3:3:180:GLN:NE2 3:h:158:ASP:HB3 2.29 0.47
2:9:60:LEU:HD13 2:9:70:ASN:ND2 2.30 0.47
11:D:189:GLU:HG3 11:D:232: TYR:CE1 2.49 0.47
14:G:71:ASP:OD1 14:G:72:ARG:N 2.47 0.47
14:G:204:HIS:NE2 14:G:208:LYS:HA 2.29 0.47
17:J:76:ILE:HG12 17:J:86:VAL:C 2.40 0.47
17:J:81:ASP:0D2 17:J:95:ILE:HD11 2.15 0.47
17:J:113:VAL:HA 17:J:125:VAL:HA 1.96 0.47
17:J:132:PRO:HD3 17:J:141:LYS:HZ2 1.79 0.47
17:J:170:HIS:CE1 17:J:173:LEU:HG 2.49 0.47
17:J:234:PHE:HZ 17:J:283:GLU:HG2 1.79 0.47
18:K:103:ILE:HD12 18:K:119:VAL:HG13 1.96 0.47
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18:K:175:GLY:O 18:K:352:ILE:HG13 2.13 0.47
18:K:182: GLN:HG3 18:K:186:GLU:CD 2.39 0.47
18:K:207:ARG:HH12 18:K:306:PHE:H 1.62 0.47
18:K:374:ARG:NH1 18:K:408:GLU:OE1 2.48 0.47
19:L:224:PRO:HA 19:L:228:LYS:CD 2.41 0.47
20:M:23:LEU:C 20:M:26:SER:HG 2.17 0.47
21:N:513:ILE:O 21:N:517:LEU:HG 2.14 0.47
21:N:582:ASP:0O 21:N:586:ALA:N 2.33 0.47
22:0:130:ASP:HB3 22:0:153:LEU:HD11 1.96 0.47
22:0:169:ASN:HA 22:0:195:TYR:CE1 2.50 0.47
23:P:93:1ILE:HG22 23:P:97:1LE:HG13 1.96 0.47
23:P:131:PHE:O 23:P:133:GLU:N 2.43 0.47
23:P:143:LEU:CG 23:P:147:LYS:HE3 2.41 0.47
25:R:37:LYS:HG3 25:R:38:VAL:HG23 1.96 0.47
26:S:283:GLN:CD 27:T:120: THR:HG21 2.39 0.47
26:S:333:PHE:O 26:S:342:LEU:HD22 2.14 0.47
26:S:396:SER:HA 26:S:398: THR:H 1.79 0.47
27:T:91:SER:OG 27:T:94:HIS:HB2 2.14 0.47
27:T:169:GLN:O 27:T:174:PHE:N 2.36 0.47
27:T:194:GLU:HA 27:T:235:PHE:CE2 2.49 0.47
27:T:219:LYS:HB3 27:T:223:GLU:OE2 2.15 0.47
28:U:33:CYS:N 28:U:95:SER:OG 2.47 0.47
29:V:29:ILE:O 29:V:203: TYR:HB2 2.13 0.47
30:W:56:GLY:N 30:W:83:GLY:HA3 2.27 0.47
33:7:352:LYS:HE3 33:72:466:GLU:C 2.32 0.47
33:7:497:PHE:HD?2 33:7:505:VAL:HG11 1.79 0.47
33:7:517:ASP:HB3 33:7:521:GLU:H 1.79 0.47
33:7:529:ALA:O 33:7:533:VAL:HG23 2.14 0.47
33:7:531:ALA:HA 33:Z:573:LEU:HG 1.95 0.47
33:7Z:862:MET:HA 33:72:910:PRO:C 2.39 0.47
8:a:135:ARG:CZ 14:g:125:LEU:HD23 2.44 0.47
9:b:205:ASN:OD1 9:b:208: THR:N 2.47 0.47
11:d:70:HIS:CD2 11:d:71:VAL:HG23 2.48 0.47
11:d:94:GLN:HA 11:d:97:ARG:HD3 1.96 0.47
11:d:171:VAL:O 11:d:174:PHE:HB3 2.14 0.47
14:g:151:LEU:HA 14:g:157'TYR:HB3 1.97 0.47
3:h:37:SER:OG 3:h:191:VAL:N 2.34 0.47
6:k:2:ASP:0OD2 6:k:34:LYS:CE 2.62 0.47
1:1:20:GLN:HG3 2:2:34: THR:HG21 1.96 0.47
3:3:38:ARG:NH1 3:3:188:SER:O 2.47 0.47
3:3:82:LEU:HD22 3:3:92:PRO:HG3 1.97 0.47
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3:3:138:VAL:H 2:9:94:GLN:NE2 2.09 0.47
3:3:154:TYR:HB3 3:h:184: TRP:CE2 2.50 0.47
3:3:156:TYR:CE1 3:h:159:LYS:HG3 2.48 0.47
4:4:104:ARG:NH1 8:A:148:GLU:OE2 2.39 0.47
6:6:146:HIS:HD2 6:6:147:HIS:CE1 2.33 0.47
7:7:203:CYS:HB2 7:7:212:TYR:CZ 2.49 0.47
7:7:281:SER:HB2 6:k:145:ASP:O 2.14 0.47
1:8:29:GLY:O 1:8:74:ASN:ND2 2.38 0.47
2:9:226:ARG:HG2 2:9:246:GLN:HG2 1.97 0.47
10:C:238:ILE:HD12 10:C:241:LYS:HB2 1.95 0.47
14:G:91:ARG:O 14:G:94:GLU:HB2 2.13 0.47
14:G:222:SER:OG 14:G:223:GLU:N 2.46 0.47
15:H:55:ASP:O 15:H:59:ILE:HB 2.15 0.47
15:H:299:ARG:HA 15:H:349:1LE:HD11 1.97 0.47
15:H:308:PHE:O 15:H:354:ALA:N 2.43 0.47
16:1:236:GLU:C 16:1:238:-MET:H 2.22 0.47
17:J:368: TYR:HD1 17:J:371:ARG:NH2 2.12 0.47
18:K:68:ILE:O 18:K:72:GLN:N 2.42 0.47
18:K:156:SER:H 19:1L:126:ARG:HH21 1.61 0.47
18:K:342:SER.:C 18:K:344:ARG:N 2.72 0.47
21:N:117:TYR:HA 21:N:123:PHE:CD1 2.49 0.47
21:N:495:PRO:O 21:N:498:ILE:HB 2.15 0.47
21:N:510:HIS:CG 21:N:513:ILE:HD12 2.50 0.47
21:N:762:ARG:HG2 21:N:890:PHE:CE2 2.49 0.47
22:0:167:ILE:HG23 22:0:168: THR:N 2.27 0.47
22:0:189:TYR:CZ 22:0:221:ALA:HB2 2.50 0.47
23:P:258:LYS:O 23:P:261:LEU:N 2.47 0.47
23:P:351:ARG:O 23:P:354:SER:HB2 2.14 0.47
23:P:397:ALA:HB1 23:P:399:ILE:HD12 1.95 0.47
24:Q:86:MET:HE2 24:Q:128:GLU:CD 2.39 0.47
24:Q:219:ASP:CB 24:Q:242:SER:HB3 2.44 0.47
24:Q:339:TYR:O 24:QQ:342:LEU:N 2.44 0.47
25:R:230:LEU:HA 25:R:233:ASP:HB2 1.94 0.47
26:S:482:PRO:HG3 28:U:295:LYS:CE 2.41 0.47
27:T:11:LEU:HD13 27:T:26:LEU:HB2 1.95 0.47
27:T:94:HIS:HE1 27:T:97:SER:HB3 1.79 0.47
28:U:6:GLU:HA 28:U:44:SER:HA 1.95 0.47
28:U:24:ARG:HD3 29:V:100:ARG:HA 1.95 0.47
28:U:164:GLU:O 28:U:167:GLU:HB2 2.15 0.47
31:X:11:ARG:O 31:X:85:ARG:NH2 2.47 0.47
33:7:269:TYR:HD1 33:7:272: TYR:CE2 2.32 0.47
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33:7:875:LYS:HA 33:7Z:878:LEU:HB3 1.96 0.47
8:a:147:ASP:0D2 8:a:150:LEU:N 2.42 0.47
10:¢:5:ARG:NH2 14:g:10:LEU:HB3 2.30 0.47
11:d:174:PHE:C 11:d:178:ASN:HD22 2.17 0.47
12:€:36: THR:OG1 12:e:174:SER:OG 2.26 0.47
12:€:194:LYS:O 12:€:197:GLU:HB2 2.13 0.47
13:£:208:VAL:HA 13:£:234:.1LE:HD11 1.95 0.47
1:1:68:ASN:CG 1:1:230:GLY:HA2 2.39 0.47
1:1:218:GLY:C 1:1:220:GLY:H 2.22 0.47
2:2:39:VAL:O 2:2:90:ILE:HG12 2.14 0.47
2:2:133:MET:HE1 2:2:143:LEU:HB2 1.95 0.47
3:3:130:TYR:CE2 3:3:140:LYS:HB2 2.49 0.47
4:4:128:1LE:HD11 4:4:156:LEU:N 2.29 0.47
4:4:133:ASP:N 4:4:136:GLY:O 2.45 0.47
7:7:78: THR:CG2 7:7:108:LYS:HD3 2.45 0.47
7:7:179:TYR:CE1 7:7:257:GLU:HB2 2.49 0.47
1:8:48:ASN:CG 1:8:55:ASN:HD22 2.19 0.47
1:8:128: THR:CG2 1:8:144:PHE:HB2 2.45 0.47
1:8:211:THR:OG1 1:8:217:VAL:HG12 2.15 0.47
8:A:227:VAL:N 8:A:234:PHE:O 2.36 0.47
10:C:80:LEU:N 10:C:133:VAL:HG22 2.30 0.47
11:D:226:SER:HA 11:D:229:1ILE:HB 1.96 0.47
13:F:104:ALA:HB3 13:F:107:ARG:HB3 1.96 0.47
14:G:218: TRP:CH2 14:G:224: THR:HG23 2.50 0.47
15:H:218:ILE:HA 15:H:221:LEU:HD12 1.96 0.47
15:H:390:ARG:O 15:H:394:LYS:HG3 2.15 0.47
16:1:146:ILE:HG13 16:1:147:-VAL:H 1.79 0.47
16:1:426:ALA:HB1 16:1:443:PHE:HD1 1.80 0.47
16:1:427:GLY:O 16:1:431:LEU:N 2.44 0.47
17:J:161:LYS:HA 17:J:165:GLU:HB2 1.97 0.47
17:J:232:GLU:HA 17:J:235:VAL:HB 1.96 0.47
18:K:63:LEU:O 18:K:66:ASP:N 2.47 0.47
18:K:215:PRO:O 18:K:217:- THR:HG23 2.13 0.47
19:L:312:2MET:HB3 19:L:342:ARG:HA 1.95 0.47
20:M:119:VAL:O 20:M:126: THR:HA 2.14 0.47
20:M:243:PHE:HE2 20:M:245:LYS:HB2 1.77 0.47
20:M:274:ALA:HB3 20:M:320:ARG:NH2 2.28 0.47
20:M:334:ASP:N 20:M:337:LEU:HD12 2.30 0.47
21:N:308:ASN:ND2 | 21:N:873:ARG:HH12 2.11 0.47
21:N:529:GLN:CA 21:N:558:ALA:HB1 2.41 0.47
21:N:880:ARG:HE 21:N:898:GLY:C 2.22 0.47
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22:0:81:TYR:O 22:0:83:LEU:N 2.48 0.47
23:P:50:SER:HB2 23:P:53:ALA:HB2 1.95 0.47
23:P:273:TYR:CG 23:P:351:ARG:NH2 2.82 0.47
23:P:364:ARG:HA 23:P:367:GLU:OE1 2.14 0.47
24:Q:165:PHE:C 24:Q:167:LYS:H 2.22 0.47
24:Q:370:THR:O 24:Q:373:VAL:N 2.46 0.47
24:0:401:GLU:HB3 25:R:392:ARG:NH1 2.15 0.47
25:R:48:GLU:HB2 25:R:91: TRP:CZ3 2.50 0.47
25:R:62:TYR:O 25:R:65: TYR:N 2.47 0.47
25:R:120:LEU:HA 25:R:125:GLU:HB3 1.97 0.47
25:R:402:LEU:HB3 25:R:405:LYS:HD?2 1.95 0.47
25:R:409:GLY:O 25:R:412: THR:HB 2.14 0.47
26:S:181:ALA:HA 26:S:184: TRP:CG 2.50 0.47
26:S:257:LEU:HD13 26:S:260:PRO:CD 2.41 0.47
26:S:471:LEU:HD23 26:S:474:GLU:OE1 2.15 0.47
27:T:213:ASN:OD1 27:T:214:GLU:N 2.47 0.47
28:U:152:LYS:HG2 28:U:153: THR:N 2.28 0.47
29:V:130:GLU:OE1 29:V:157:ARG:HG3 2.14 0.47
30:W:29:GLN:HG2 30:W:113:PHE:CD1 2.49 0.47
32:Y:85:LYS:O 32:Y:89:GLN:HG2 2.14 0.47
33:7:106:TRP:CZ3 33:7:198:GLU:HB2 2.48 0.47
33:7:433:LEU:HB3 33:7:437:ASP:CG 2.40 0.47
33:7Z:601:VAL:CG1 33:7:620:LEU:HD12 2.43 0.47
33:72:782:1LE:HA 33:7:785:VAL:CG2 2.45 0.47
8:2:46:ARG:HG3 8:a:154:ILE:HG13 1.97 0.47
9:b:81:ASP:0D2 9:b:131:GLY:N 2.39 0.47
10:¢c:115:LEU:HA 10:c:118:ILE:HD12 1.97 0.47
11:d:138:PHE:HD2 11:d:217:PRO:CA 2.27 0.47
2:2:107:ASN:ND2 2:2:118:GLU:O 2.37 0.47
3:3:108:ASN:O 3:3:112:LEU:N 2.47 0.47
3:3:158:ASP:HB3 3:h:180:GLN:HE22 1.79 0.47
4:4:30: THR:N 4:4:158:SER:OG 2.44 0.47
4:4:156:LEU:C 4:4:160:SER:HB2 2.40 0.47
7:7:250:VAL:N 7:7:265:ASN:OD1 2.48 0.47
1:8:143:SER:HB3 1:8:156:ARG:HG2 1.95 0.47
2:9:58:ASP:0D2 2:9:60:LEU:HB3 2.15 0.47
8:A:208: THR:HG22 8:A:212:ASP:0D2 2.15 0.47
9:B:37:ILE:HA 9:B:161:ALA:CB 2.44 0.47
9:B:39:ALA:N 9:B:42:GLY:O 2.45 0.47
9:B:134:LEU:O 9:B:149:GLN:HA 2.13 0.47
10:C:13:PHE:HE2 11:D:128:PRO:HD2 1.79 0.47
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11:D:171:VAL:O 11:D:174:PHE:HB3 2.14 0.47
11:D:174:PHE:O 11:D:178:ASN:ND2 2.29 0.47
12:E:21:LEU:O 12:E:25:GLU:HG2 2.14 0.47
12:E:225:GLN:HG2 12:E:226:ASP:OD1 2.15 0.47
13:F:50:LYS:CB 13:F:59:TYR:HB3 2.43 0.47
14:G:175:GLU:HA 14:G:178:LYS:HD2 1.96 0.47
14:G:198:LYS:HA 14:G:243:ALA:HB1 1.96 0.47
15:H:275:1LE:HG21 16:1:338:ASN:HD22 1.80 0.47
16:1:177:HIS:ND1 16:1:178:HIS:N 2.63 0.47
17:J:211:ILE:O 17:J:246:PHE:HB3 2.14 0.47
17:J:324:ARG:CD 17:J:353:CYS:HB2 2.44 0.47
19:L:254:LYS:CD 20:M:256:ILE:HG12 2.45 0.47
19:1:333:LEU:HA 19:L:333:LEU:HD23 1.60 0.47
20:M:74:GLN:NE2 20:M:150:LYS:HE3 2.30 0.47
20:M:361:LEU:O 20:M:365:SER:N 2.32 0.47
21:N:64:1LE:O 21:N:68:VAL:HG23 2.14 0.47
21:N:223:LEU:HD12 | 21:N:226:ASN:HD22 1.79 0.47
21:N:253:LEU:HD23 21:N:257:ILE:HD12 1.96 0.47
21:N:308:ASN:ND2 | 21:N:873:ARG:HH22 2.12 0.47
21:N:463: TYR:HE1 21:N:501:MET:HE3 1.80 0.47
21:N:466:LEU:HD13 21:N:481:ALA:HA 1.97 0.47
21:N:509:GLN:O 21:N:510:HIS:CG 2.68 0.47
21:N:894:ARG:HE 21:N:897:LYS:HG3 1.78 0.47
22:0:23:HIS: O 22:0:26:PHE:N 2.47 0.47
23:P:55:SER:O 23:P:88: GLN:NE2 2.42 0.47
23:P:89:LEU:N 23:P:92:SER:OG 2.48 0.47
23:P:155:GLU:HA 23:P:158:ASP:HB2 1.96 0.47
23:P:179:PHE:N 23:P:179:PHE:CD1 2.80 0.47
23:P:231:LYS:HZ2 23:P:240:TYR:HE2 1.62 0.47
23:P:341:LEU:CA 23:P:344:ARG:HB3 2.44 0.47
23:P:381:SER:O 23:P:385:ASN:N 2.25 0.47
24:Q:322:GLU:HA 24:Q:325:LEU:HB3 1.95 0.47
25:R:60:ALA:HA 25:R:63:TYR:HB3 1.96 0.47
25:R:176:ARG:HG2 | 25:R:243:LEU:HD21 1.96 0.47
25:R:218:CYS:HB2 25:R:223:ASN:OD1 2.14 0.47
25:R:382:ASP:HB3 25:R:387:ILE:CG2 2.43 0.47
26:S:4: THR:O 26:S:8: MET:HG2 2.15 0.47
26:S:158:PHE:HA 26:S:161:LYS:HB2 1.97 0.47
26:5:246:GLU:OE2 27:T:121:LYS:HA 2.15 0.47
27:T:169:GLN:HE22 27:T:173:GLU:HB2 1.79 0.47
27:T:178: THR:O 27:T:182:LYS:HG3 2.14 0.47

Continued on next page...




Page 288

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

27:T:221:ALA:CB 27:T:228:1LE:HD11 2.44 0.47
28:U:24:ARG:CZ 29:V:100:ARG:HA 2.44 0.47
28:U:141:GLU:HA 28:U:152:LYS:CA 2.43 0.47
29:V:289:GLU:O 29:V:292:ILE:HB 2.14 0.47
30:W:12:ASN:HD21 30:W:81:ILE:HG22 1.79 0.47
30:W:27:GLU:HA 30:W:30:ILE:HD12 1.95 0.47
30:W:46:GLU:O 30:W:48: THR:HG23 2.14 0.47
31:X:87:PHE:CB 31:X:99:PHE:HB2 2.38 0.47
33:7:135:LEU:HD11 33:7Z:161:1LE:HG12 1.95 0.47
33:7:422:1LE:O 33:7:426: TYR:N 2.45 0.47
33:7:473:LEU:HD12 33:72:476:ASP:0OD2 2.14 0.47
33:72:761:PHE:CB 33:Z:780:MET:SD 3.00 0.47
10:¢:149:TYR:CE1 11:d:59:ILE:HB 2.49 0.47
10:¢:206:LEU:HD11 10:¢:211:LEU:HD21 1.96 0.47
11:d:18:PHE:HA 11:d:21:GLU:HB2 1.95 0.47
11:d:215:VAL:HA 11:d:221:ILE:HG12 1.96 0.47
11:d:226:SER:HA 11:d:229:ILE:HB 1.96 0.47
11:d:227:GLU:OE1 11:d:227:GLU:N 2.29 0.47
13:£:7:ASP:HB2 13:f:24: TYR:CE2 2.50 0.47
14:g:45:GLY:HA2 14:g:146:ALA:HB2 1.97 0.47
3:h:16:VAL:HG23 4:1:143:HIS:CD2 2.50 0.47
4:1:72:CYS:SG 4:1:127:LEU:HD22 2.54 0.47
7:1:160:ASN:O 7:1:164:GLN:HG2 2.15 0.47
1:1:105:ILE:HG13 1:1:142: TYR:CE2 2.50 0.47
1:1:179:TYR:HB3 1:1:185:GLY:HA2 1.96 0.47
2:2:40:THR:O 2:2:62:SER:N 2.42 0.47
2:2:58:ASP:0D2 2:2:60:LEU:HB3 2.15 0.47
2:2:60:LEU:HD13 2:2:70:ASN:ND2 2.30 0.47
2:2:218:TYR:HB2 2:2:247:VAL:HG21 1.95 0.47
3:3:106:TYR:O 3:3:109:LYS:HE3 2.15 0.47
3:3:182:ILE:HG23 3:3:189:GLY:HA2 1.96 0.47
4:4:170:HIS:HB2 4:4:183:LEU:HD13 1.97 0.47
5:5:11:ILE:HG21 5:5:142:ALA:H 1.80 0.47
6:6:2:ASP:0OD2 6:6:34:LYS:CE 2.62 0.47
6:6:51:GLY:HA3 7:7:166:LYS:HZ2 1.80 0.47
6:6:70:ARG:HG2 6:6:71:GLU:OE2 2.15 0.47
6:6:119:ILE:HA 6:6:124: THR:O 2.13 0.47
6:6:183:ILE:N 6:6:190:ARG:O 2.44 0.47
7:7:151:VAL:HG12 77188 TYR:HD2 1.79 0.47
7:7:160:ASN:O 7:7:164:GLN:HG2 2.15 0.47
7:7:251:ASN:ND2 7:7:265:ASN:HB2 2.28 0.47
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1:8:46: THR:HG22 1:8:58:TYR:HA 1.97 0.47
1:8:130:ILE:HG12 1:8:142:TYR:HB2 1.95 0.47
8:A:88:PRO:O 8:A:92:ASN:N 2.35 0.47
10:C:46:LEU:HB2 10:C:214:ALA:HB3 1.97 0.47
13:F:7:ASP:HB2 13:F:24: TYR:CE2 2.50 0.47
13:F:11:VAL:HG21 14:G:128:SER:CA 2.45 0.47
13:F:173:GLU:HG3 14:G:57:LYS:HB2 1.95 0.47
14:G:43:ASN:HD21 14:G:188:SER:HA 1.79 0.47
14:G:204:HIS:O 14:G:208:LYS:N 2.47 0.47
15:H:100:ALA:CA 15:H:173:ARG:HD3 2.36 0.47
15:H:145:TYR:CB 15:H:168:ILE:HG22 2.35 0.47
15:H:147:ILE:HG12 15:H:176:VAL:HA 1.97 0.47
15:H:195:VAL:HG23 15:H:196: THR.:O 2.13 0.47
15:H:204:PRO:HD2 15:H:265:ASN:N 2.30 0.47
15:H:207:THR:O 15:H:262:ALA:HB1 2.14 0.47
15:H:216:ASP:O 15:H:219:GLU:HB3 2.15 0.47
15:H:246:1LE:HA 15:H:373:ARG:O 2.13 0.47
15:H:288:ALA:HB1 15:H:292:ARG:NH1 2.17 0.47
16:1:136:LEU:O 16:1:171:GLY:HA2 2.15 0.47
17:J:56:ARG:HG3 17:J:57:PHE:N 2.30 0.47
17:J:164:ILE:C 17:J:167:PRO:HD2 2.40 0.47
17:J:388:LYS:HA 17:J:391:ASN:ND2 2.29 0.47
18:K:80:LYS:HA 18:K:83:GLN:HB3 1.97 0.47
18:K:106:ASN:HA 18:K:122:ILE:CG1 2.44 0.47
18:K:129:GLU:HG3 29:V:275:ASP:H 1.80 0.47
18:K:344:ARG:HD2 18:K:379:SER:CA 2.44 0.47
19:L:123:SER:CB 20:M:125:GLN:HA 2.45 0.47
19:L:364:HIS:ND1 19:1.:388:GLY:O 2.42 0.47
19:L:406:ASP:C 19:L:407:ARG:HH11 2.21 0.47
20:M:282:GLU:N 20:M:326:ALA:O 2.48 0.47
20:M:339:ARG:CD 20:M:342:ARG:HD2 2.44 0.47
21:N:19:SER:O 21:N:22:THR:HB 2.13 0.47
21:N:178:SER:OG 21:N:182:ASN:CG 2.57 0.47
21:N:426:ILE:O 21:N:429:GLU:HB3 2.14 0.47
21:N:461:GLU:HA 21:N:464:GLU:HB3 1.96 0.47
21:N:572:LEU:O 21:N:576:VAL:N 2.30 0.47
21:N:603:PRO:O 21:N:607:GLN:N 2.46 0.47
21:N:734:VAL:O 21:N:737:SER:OG 2.28 0.47
21:N:739:PHE:HA 21:N:742: TRP:O 2.15 0.47
21:N:775:CYS:HB2 21:N:883:SER:H 1.80 0.47
22:0:79:VAL:HG21 22:0:131:SER:OG 2.15 0.47
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22:0:166:ARG:NH1 22:0:170:SER:HB2 2.30 0.47
22:0:176:SER:HB2 22:0:188:PHE:CE1 2.50 0.47
22:0:287:LEU:HD22 22:0:291:1LE:HD11 1.95 0.47
22:0:387:ARG:HB3 27:T:266: TYR:HH 1.80 0.47
23:P:40:LEU:HB3 23:P:44:LYS:HZ1 1.80 0.47
23:P:137:ALA:HB1 23:P:179:PHE:CD2 2.49 0.47
23:P:138:ARG:O 23:P:141:LYS:HG2 2.14 0.47
23:P:197:THR:C 23:P:200:SER:HG 2.19 0.47
23:P:245:TYR:C 23:P:257:TRP:HE1 2.10 0.47
23:P:266:TYR:O 23:P:270:LEU:HG 2.14 0.47
23:P:346:ILE:O 23:P:350:LEU:HG 2.15 0.47
23:P:418:ASN:HA 23:P:421:GLU:CD 2.40 0.47
24:Q0:62:GLY:O 24:Q:65:'TYR:HB2 2.14 0.47
24:Q:131:VAL:HA 24:Q:134:LYS:HZ3 1.80 0.47
24:Q:267:LEU:O 24:Q:271:MET:N 2.21 0.47
24:Q:289:GLU:HB3 24:Q:291:TYR:CD2 2.49 0.47
24:Q:312:LEU:HG 24:Q:316:THR:OG1 2.14 0.47
24:Q:314:PHE:O 24:Q:318:LEU:N 2.30 0.47
25:R:77:SER:O 25:R:92:ILE:HG23 2.14 0.47
25:R:288:SER:HA 25:R:292:LEU:HG 1.97 0.47
25:R:333:MET:CA 25:R:336:LYS:HB2 2.27 0.47
25:R:396:LYS:O 25:R:398:ALA:N 2.48 0.47
25:R:413:LYS:O 25:R:416:LYS:N 2.48 0.47
26:S:292:TYR:O 26:S:296:ALA:N 2.48 0.47
26:S:344:PRO:HA 26:S:347:HIS:HB2 1.96 0.47
26:S:392:ILE:HA 26:S:395:ILE:HG12 1.97 0.47
27:T:26:LEU:O 27:T:29:PRO:HD2 2.15 0.47
27:T:87:PRO:0O 27:T:91:SER:N 2.47 0.47
27:T:189:1LE:O 27:T:193: THR:N 2.34 0.47
27:T:254:ASP:OD1 27:T:255:GLN:N 2.47 0.47
28:U:283:ARG:NE 29:V:288:LEU:HD13 2.30 0.47
28:U:305:ARG:NH1 28:U:307:LYS:HG2 2.29 0.47
29:V:251:TYR:C 29:V:255:ILE:HG12 2.39 0.47
30:W:17:ARG:NE 30:W:82:GLU:HG2 2.30 0.47
30:W:68:GLU:CD 30:W:69:PHE:H 2.23 0.47
31:X:21:SER:O 31:X:23:LEU:HG 2.15 0.47
33:7:232:LYS:O 33:7:236:PHE:N 2.48 0.47
33:Z:312: TYR:HA 33:7:315:ALA:HB3 1.97 0.47
8:a:197:GLU:OE1 8:a:197:GLU:N 2.40 0.47
9:b:14:PRO:HA 10:¢:24:TYR:CD1 2.47 0.47
9:b:142:PHE:HE2 5:3:80:ARG:NH1 2.13 0.47
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10:¢:140: TYR:CE2 10:¢:225:VAL:HG21 2.50 0.47
10:¢:177:GLN:NE2 11:d:53:LYS:HE3 2.29 0.47
11:d:228:GLU:HA 11:d:231:GLN:OE1 2.15 0.47
12:€:47:VAL:HG23 12:e:193:LEU:HD12 1.97 0.47
12:¢:93:ARG:HD3 7:1:143:LEU:HB3 1.95 0.47
12:€:225:GLN:HG2 12::226:ASP:OD1 2.15 0.47
13:£:186:PRO:HA 13:£:189:LEU:HB2 1.97 0.47
14:g:41:LYS:HE3 14:g:146:ALA:HB3 1.97 0.47
3:h:72:GLN:HB3 4:1:113:LYS:HZ1 1.80 0.47
3:h:106:TYR:O 3:h:109:LYS:HE3 2.15 0.47
3:h:108:ASN:O 3:h:112:LEU:N 2.47 0.47
4:1:95:HIS:CE1 4:1:99:THR:HG21 2.50 0.47
6:k:21:VAL:O 6:k:28:LEU:N 2.47 0.47
6:k:39:SER:OG 6:k:74:GLU:OE2 2.24 0.47
6:k:88:LEU:HA 6:k:91:SER:OG 2.14 0.47
7:1:178:GLY:O 7:1:186: THR:N 2.44 0.47
7:1:203:CYS:HB2 7:1:212: TYR:CZ 2.49 0.47
1:1:113:GLN:HE22 7:1:128:GLN:HG2 1.79 0.47
1:1:212:GLU:HG3 4:4:225:ARG:HD2 1.96 0.47
3:3:184: TRP:CE2 3:h:154:TYR:HB3 2.50 0.47
4:4:35:VAL:C 4:4:41:VAL:HG23 2.40 0.47
4:4:77:-THR:O 4:4:81:THR:HG23 2.14 0.47
4:4:178:GLU:HA 4:4:181:1LE:HB 1.97 0.47
5:5:85:GLU:O 5:5:88:THR:HB 2.15 0.47
5:5:186:VAL:HG21 5:5:197:LYS:HE3 1.97 0.47
6:6:142:SER:O 6:6:146:HIS:N 2.44 0.47
7:7:172:-MET:H 7:7:192:SER:CB 2.28 0.47
7:7:178:GLY:O 7:7:186:THR:N 2.44 0.47
8:A:92:ASN:HA 14:G:118:GLN:OE1 2.15 0.47
10:C:36:1LE:HG12 10:C:164:SER:CB 2.45 0.47
11:D:4:TYR:O 11:D:125:GLY:HA3 2.14 0.47
12:E:236: THR:HG22 12:E:240:1ILE:HD11 1.96 0.47
13:F:13:PHE:N 14:G:23:GLN:HE22 2.13 0.47
13:F:191:LYS:HA 13:F:194:VAL:HB 1.97 0.47
15:H:144:LYS:HG2 15:H:146:VAL:HG12 1.96 0.47
15:H:221:LEU:HD23 15:H:246:1LE:HD13 1.97 0.47
15:H:429:PHE:O 15:H:433:ALA:N 2.39 0.47
16:1:310:GLU:OE1 17:J:270:ARG:NE 2.48 0.47
17:J:29:GLU:HG2 26:5:224:LYS:HG3 1.97 0.47
17:J:75:VAL:HG12 17:J:109:ALA:HA 1.96 0.47
18:K:164:ASN:ND2 18:K:167:PRO:HA 2.30 0.47
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18:K:272:ASP:O 18:K:273:GLU:C 2.57 0.47
18:K:344:ARG:H 18:K:344:ARG:HH11 1.60 0.47
19:L:101:ILE:HG13 19:L:103:GLN:HE21 1.79 0.47
19:L:109:-MET:HE1 19:L:126:ARG:HG2 1.96 0.47
19:L:246:SER:HB3 19:L:280:-MET:HG2 1.97 0.47
20:M:178:GLU:H 20:M:237:ALA:CB 2.28 0.47
20:M:220:MET:SD 20:M:349:PHE:HE2 2.38 0.47
20:M:247:ALA:CB 20:M:249:PRO:HD2 2.38 0.47
21:N:244:1L.YS:O 21:N:248:GLU:N 2.41 0.47
21:N:329:HIS:NE2 21:N:355:TRP:CD2 2.82 0.47
21:N:582:ASP:HA 21:N:585:ARG:HB3 1.96 0.47
21:N:773:-MET:N 21:N:869:ASP:HB2 2.30 0.47
21:N:775:CYS:C 21:N:866: TYR:HB2 2.40 0.47
23:P:123:ARG:HB3 23:P:127:GLU:C 2.40 0.47
23:P:123:ARG:HD?2 23:P:127:GLU:OE1 2.15 0.47
23:P:137:ALA:HB1 23:P:179:PHE:CE2 2.50 0.47
23:P:147:LYS:HD3 23:P:156:ALA:HA 1.97 0.47
23:P:290:LEU:HD12 23:P:291:LYS:HG2 1.95 0.47
23:P:306:ASN:HA 23:P:310:ARG:CZ 2.44 0.47
24:QQ:355:GLU:CD 24:QQ:399:VAL:HG23 2.40 0.47
25:R:385:ASN:HB3 25:R:387:ILE:HG22 1.97 0.47
26:S:12:SER:HG 26:S:13:SER:H 1.63 0.47
26:S:251:SER:HA 26:S:254:1LE:HD12 1.96 0.47
26:S:266:SER:HA 26:5:269:GLU:HB2 1.97 0.47
27:T:265:ASP:HA 27:T:268:ILE:HD12 1.97 0.47
28:U:71:ASN:ND2 30:W:64:THR:0G1 2.48 0.47
28:U:114: THR:HG21 28:U:118:PRO:HA 1.96 0.47
28:U:168:GLU:CA 28:U:171:VAL:HB 2.40 0.47
29:V:244:-MET:O 29:V:247:ILE:HG23 2.15 0.47
30:W:26:PHE:O 30:W:29:GLN:HB2 2.15 0.47
31:X:12:ALA:HB2 31:X:85:ARG:HH12 1.80 0.47
32:Y:72:ASP:O 32:Y:75:ASN:HB2 2.15 0.47
33:7:274:SER:O 33:7:275:GLN:HB2 2.15 0.47
33:7:348:LEU:HG 33:7:922:PRO:HD3 1.96 0.47
33:7:357:1ILE:HD13 33:7:959:HIS:CG 2.47 0.47
33:7:428: TRP:N 33:7:458:SER:O 2.45 0.47
10:c:13:PHE:N 11:d:19:GLN:HE22 2.12 0.47
11:d:189:GLU:HG3 11:d:232:TYR:CE1 2.49 0.47
12:e:28:LEU:O 12:e:31:ILE:HB 2.15 0.47
14:g:198:LYS:HA 14:¢:243:ALA:HB1 1.97 0.47
4:1:35:VAL:C 4:1:41:VAL:HG23 2.40 0.47
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6:k:10:GLN:HB2 6:k:151:ASP:HA 1.97 0.47
6:k:153: THR:N 6:k:156:GLU:OE1 2.42 0.47
6:k:183:ILE:N 6:k:190:ARG:O 2.44 0.47
7:1:82:ARG:N 7:1:200:ASP:O 2.37 0.47
7:1:250:VAL:N 7:1:265:ASN:OD1 2.48 0.47
4:4:95:HIS:CE1 4:4:99: THR:HG21 2.50 0.47
1:8:23:PRO:HB3 2:9:140:MET:SD 2.54 0.47
1:8:128: THR:HG22 1:8:144:PHE:HB2 1.97 0.47
2:9:152:VAL:HG23 2:9:233:ILE:HG22 1.96 0.47
2:9:215:ARG:HD3 2:9:248:GLU:O 2.15 0.47
9:B:111:VAL:HG21 9:B:148:TYR:CD2 2.50 0.47
11:D:20:VAL:O 11:D:24:LEU:HG 2.14 0.47
11:D:228:GLU:HA 11:D:231:GLN:OE1 2.15 0.47
12:E:211:LYS:C 12:E:216:ASN:HD21 2.20 0.47
13:F:157:TYR:CE2 14:G:60:VAL:HA 2.50 0.47
14:G:148:LEU:HB3 14:G:160:TYR:O 2.15 0.47
15:H:222:ARG:HA 15:H:226:GLU:HB3 1.97 0.47
15:H:249: TYR:HA 15:H:355: THR:O 2.14 0.47
16:1:236:GLU:C 16:1:238:MET:N 2.71 0.47
18:K:103:ILE:HD12 | 18:K:107:THR:HG22 1.97 0.47
19:L:219:LEU:HD11 | 19:L:327:-THR:HG22 1.96 0.47
19:1:387:ASN:ND2 20:M:335:PRO:HB3 2.30 0.47
21:N:251:GLU:O 21:N:254:SER:OG 2.30 0.47
22:0:237:PRO:O 22:0:241: THR:HG21 2.15 0.47
23:P:306:ASN:HD21 | 23:P:345:VAL:HG13 1.80 0.47
23:P:363:LEU:O 23:P:367:GLU:HG3 2.15 0.47
24:Q:383:ASP:CB 24:QQ:384:LYS:HD?2 2.08 0.47
25:R:213:TYR:HA 25:R:216:ILE:HD12 1.96 0.47
25:R:262:GLU:O 25:R:266:LEU:HG 2.14 0.47
26:S:152:LEU:HB2 26:S:191:HIS:NE2 2.30 0.47
26:5:399: TYR:CE2 26:S:401:LYS:HB2 2.50 0.47
26:S:483:GLU:HA 26:5:486:LYS:HD2 1.96 0.47
28:U:38:LEU:HD22 28:U:87:GLU:O 2.15 0.47
28:U:280:ASN:HA 28:U:283:ARG:HG3 1.96 0.47
29:V:85:ASP:HA 29:V:88:GLN:HG2 1.97 0.47
29:V:140:VAL:O 29:V:153:ILE:HG13 2.15 0.47
33:7Z:151:HIS:CG 33:7:152:GLU:H 2.33 0.47
33:7:418:ALA:O 33:72:421:SER:OG 2.32 0.47
33:7:531:ALA:O 33:7:535:VAL:HG22 2.15 0.47
33:72:797:-THR:0G1 33:7:815:MET:HE1 2.15 0.47
33:7:916:LEU:HB2 33:7:982:1ILE:HG12 1.95 0.47
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10:c:46:LEU:HB2 10:¢:214:ALA:HB3 1.97 0.47
10:¢:102: TYR:CE1 6:k:83:PHE:HB2 2.49 0.47
14:¢:148:LEU:HB3 14:2:160: TYR:O 2.15 0.47
14:¢:175:GLU:HA 14:¢:178:LYS:HD2 1.96 0.47
14:¢:204:HIS:O 14:2:208:LYS:N 2.47 0.47
3:h:82:LEU:HD22 3:h:92:PRO:HG3 1.97 0.47
4:1:42:VAL:HG23 4:1:206:VAL:HA 1.96 0.47
6:k:120:ASP:CG 6:k:122:LEU:HB2 2.40 0.47
1:1:46: THR:HG22 1:1:58:TYR:HA 1.97 0.47
1:1:119:LYS:O 1:1:122:PHE:N 2.43 0.47
1:1:211:THR:OG1 1:1:217:VAL:HG12 2.15 0.47
1:8:179:TYR:HB3 1:8:185:GLY:HA2 1.96 0.47
2:9:39:VAL:O 2:9:90:ILE:HG12 2.14 0.47
2:9:95:HIS:NE2 2:9:99:LEU:HD11 2.30 0.47
8:A:172:GLY:N 8:A:175:GLN:HB2 2.29 0.47
8:A:242:GLU:O 8:A:246:VAL:N 2.41 0.47
12:E:194:LYS:HA 12:E:197:GLU:OE1 2.15 0.47
13:F:186:PRO:HA 13:F:189:LEU:HB2 1.97 0.47
14:G:41:LYS:HE3 14:G:146:ALA:HB3 1.97 0.47
15:H:40: TYR:HA 15:H:43:ALA:HB3 1.96 0.47
15:H:97:LEU:C 16:1:137:GLU:OE2 2.58 0.47
17:J:79:VAL:HG12 17:J:80:SER:H 1.79 0.47
17:J:118:ASP:HA 17:J:120: TYR:CE2 2.50 0.47
17:J:132:PRO:HD3 17:J:141:LYS:NZ 2.30 0.47
17:J:181:GLN:NE2 17:J:287:ASN:OD1 2.48 0.47
17:J:231:ARG:O 17:J:235:VAL:HG23 2.15 0.47
17:J:236:MET:HA 17:J:239:GLU:OE1 2.14 0.47
18:K:85:GLU:OE1 18:K:88:ARG:HB2 2.14 0.47
19:L:171: THR:O 19:1:244:1LE:HA 2.15 0.47
19:1:372:GLY:HA2 19:L:376:PHE:CZ 2.50 0.47
19:1.:420:ARG:NH2 14:g:174:ALA:HB2 2.30 0.47
20:M:220:MET:SD 20:M:326:ALA:HB2 2.55 0.47
21:N:111:GLN:H 21:N:111:GLN:CD 2.20 0.47
21:N:141:ILE:O 21:N:145:LEU:N 2.40 0.47
21:N:308:ASN:HB3 21:N:711:ARG:NH1 2.29 0.47
21:N:328:PHE:CE1 21:N:696:LYS:HE2 2.50 0.47
22:0:353:VAL:O 22:0:353:VAL:HG13 2.14 0.47
23:P:147:LYS:HB3 23:P:156:ALA:HB2 1.96 0.47
23:P:181:LEU:O 23:P:184:MET:HB2 2.15 0.47
24:Q:75:ARG:NH1 24:Q:116:PHE:HE2 2.13 0.47
24:QQ:82:THR:O 24:QQ:86:MET:HG2 2.14 0.47
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24:QQ:223:GLY:HA3 24:QQ:239:PHE:CE1 2.50 0.47
25:R:49:PHE:O 25:R:52:ALA:N 2.48 0.47
25:R:286:LEU:C 25:R:288:SER:N 2.69 0.47
26:S:256:LYS:HG2 26:S:257:LEU:HG 1.96 0.47
26:S:411:LEU:HB2 26:S:419:VAL:HG22 1.96 0.47
28:U:21:HIS:HB3 28:U:33:CYS:SG 2.55 0.47
28:U:121:LEU:HD12 28:U:135:ASP:O 2.14 0.47
29:V:31:SER:HB2 29:V:205:LYS:CE 2.45 0.47
30:W:5:ALA:HB3 30:W:101:ARG:HD2 1.96 0.47
30:W:180:LEU:HD13 30:W:182:TYR:OH 2.15 0.47
33:7:123:ALA:O 33:72:126:TYR:HB3 2.14 0.47
33:Z:173:ALA:HA 33:7:258:PRO:CA 2.43 0.47
33:7:330:ILE:O 33:7:341:TYR:CD1 2.68 0.47
33:7:524:ALA:O 33:7:565:PHE:HB3 2.15 0.47
10:¢:173:GLN:O 10:¢:177:GLN:N 2.34 0.47
12:€:194:LYS:HA 12:€:197:GLU:OE1 2.15 0.47
13:£:50:LYS:CB 13:£:59: TYR:HB3 2.43 0.47
14:¢:61:PRO:0O 14:¢:63:LYS:NZ 2.48 0.47
4:1:178:GLU:CD 4:1:178:GLU:N 2.73 0.47
6:k:3:ILE:HD11 6:k:172:MET:SD 2.55 0.47
1:1:76:PHE:CZ 2:2:168:VAL:HG23 2.50 0.46
1:1:107:SER:OG 12:¢:103: TYR:O 2.33 0.46
1:1:142:TYR:HB3 1:1:144:PHE:HE1 1.79 0.46
1:1:164:LEU:O 1:1:167:PRO:HD2 2.15 0.46
5:5:183: TRP:CE2 7:1:241:HIS:CE1 3.03 0.46
6:6:39:SER:HB2 6:6:40:PRO:HD2 1.96 0.46
6:6:96:ARG:NE 7:7:166:LYS:O 2.48 0.46
6:6:120:ASP:CG 6:6:122:LEU:HB2 2.40 0.46
1:8:105:ILE:HG13 1:8:142:TYR:CE2 2.50 0.46
1:8:164:LEU:O 1:8:167:PRO:HD2 2.15 0.46
2:9:49:TYR:HB2 2:9:201: THR:O 2.15 0.46
8:A:72:ILE:HA 8:A:82:VAL:HA 1.98 0.46
11:D:148: TYR:HA 11:D:157:SER:O 2.15 0.46
11:D:215:VAL:HA 11:D:221:1ILE:HG12 1.96 0.46
12:E:42:THR:0OG1 12:E:45:GLY:N 2.38 0.46
12:E:222:1LE:HG13 12:E:227:GLY:C 2.41 0.46
14:G:35:THR:HG21 14:G:66:LYS:HZ3 1.81 0.46
14:G:47:VAL:HA 14:G:218:TRP:HA 1.97 0.46
14:G:61:PRO:O 14:G:63:LYS:NZ 2.48 0.46
15:H:163:VAL:HG12 15:H:164:SER:N 2.22 0.46
16:1:199:LYS:HD2 16:1:273:ARG:HD3 1.97 0.46
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16:1:367:ARG:CD 16:1:370:ARG:HG3 2.45 0.46
17:J:218:LEU:HD12 17:J:268:VAL:HG13 1.97 0.46
17:J:234:PHE:CE2 17:J:238:ARG:HD2 2.50 0.46
17:J:332:SER:O 17:J:337:LEU:HD11 2.15 0.46
18:K:184:ILE:HG21 18:K:226:VAL:HG21 1.97 0.46
18:K:224:LYS:HD3 18:K:236:ARG:NH2 2.30 0.46
19:L:112:LEU:N 19:L:116:LYS:O 2.48 0.46
19:L:302:GLN:O 19:L:306:MET:N 2.40 0.46
21:N:36: TRP:HE3 21:N:68:VAL:HG13 1.80 0.46
21:N:136:ILE:HA 21:N:139:ARG:HB2 1.97 0.46
21:N:149:GLU:HB2 21:N:152:LEU:HD13 1.96 0.46
21:N:172:SER:OG 21:N:173:LYS:HD2 2.14 0.46
21:N:459:ASN:N 21:N:488:CYS:SG 2.70 0.46
21:N:716:GLN:HB3 21:N:719:ASN:CG 2.40 0.46
22:0:81:TYR:C 22:0:85:SER:H 2.23 0.46
22:0:374:ASN:ND2 28:U:197:LEU:HA 2.30 0.46
23:P:48:GLN:HE21 23:P:85:LYS:C 2.19 0.46
23:P:55:SER:OG 23:P:58:VAL:HG23 2.14 0.46
23:P:80: THR:HA 23:P:122:1LE:HD11 1.97 0.46
23:P:304: THR:O 23:P:352:VAL:HG11 2.15 0.46
24:Q:11:ALA:O 24:Q:15:VAL:HG23 2.13 0.46
24:QQ:11:ALA:HA 24:QQ:23:ALA:HB1 1.96 0.46
25:R:31:PHE:HA 25:R:34:THR:OG1 2.15 0.46
25:R:165:GLY:O 25:R:168:ILE:HB 2.15 0.46
25:R:201:GLY:HA3 25:R:207:ARG:HG2 1.97 0.46
25:R:392:ARG:HH11 | 25:R:392:ARG:HG3 1.75 0.46
26:S:258:GLU:HA 26:5:272: TYR:OH 2.16 0.46
26:S:266:SER:HA 26:S5:269:GLU:OE1 2.16 0.46
26:S:407:ILE:HB 26:S:443:ILE:HD12 1.96 0.46
27:T:104:LYS:HZ2 27:T:169:GLN:CD 2.20 0.46
27:T:104:LYS:O 27:T:107:SER:HB2 2.15 0.46
29:V:88:GLN:HG3 29:V:89:ALA:N 2.30 0.46
29:V:107:-TRP:HB2 29:V:138:ALA:HA 1.97 0.46
29:V:109:HIS:HB2 29:V:111:HIS:NE2 2.31 0.46
29:V:139:VAL:HA 29:V:154:ASP:O 2.15 0.46
30:W:180:LEU:HB2 30:W:183:GLU:CB 2.45 0.46
33:72:197:LYS:O 33:Z:201:LEU:HG 2.15 0.46
33:7:299:ASP:HA 33:7:338:HIS:CE1 2.49 0.46
33:7:534:PHE:HB2 33:7:573:LEU:HD22 1.96 0.46
12:e:16:SER:O 13:£:24: TYR:HB3 2.15 0.46
13:£:104:ALA:HB3 13:£:107:ARG:HB3 1.96 0.46
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3:h:182:ILE:HG23 3:h:189:GLY:HA2 1.96 0.46
6:k:39:SER:HB2 6:k:40:PRO:HD2 1.96 0.46
7:1:179:TYR:CE1 7:1:257:GLU:HB2 2.50 0.46
1:1:179:TYR:CE1 1:1:188:LYS:HG2 2.49 0.46
2:2:49:TYR:HB2 2:2:201:THR:O 2.15 0.46
2:2:95:HIS:NE2 2:2:99:LEU:HD11 2.30 0.46
2:2:215:ARG:HD3 2:2:248:GLU:O 2.15 0.46
4:4:133:ASP:CG 4:4:135:-THR:HG1 2.16 0.46
4:4:142:1LE:HA 4:4:147:SER:O 2.15 0.46
5:5:3:ASP:HB3 5:5:6:SER:HB2 1.97 0.46
5:5:45:HIS:HB2 5:5:50:PHE:CE1 2.50 0.46
6:6:9:VAL:HG22 6:6:12:SER:O 2.15 0.46
6:6:10:GLN:HB2 6:6:151:ASP:HA 1.97 0.46
1:8:47:ARG:HD2 1:8:216:GLN:O 2.15 0.46
1:8:142:TYR:HB3 1:8:144:PHE:HE1 1.79 0.46
1:8:179:TYR:CE1 1:8:188:LYS:HG2 2.49 0.46
8:A:207:ILE:O 8:A:211:ILE:N 2.34 0.46
10:C:85:GLU:HA 10:C:88:ILE:HB 1.97 0.46
10:C:115:LEU:HA 10:C:118:ILE:HD12 1.97 0.46
10:C:122:TYR:HE2 10:C:131:PHE:CZ 2.33 0.46
11:D:184:PRO:0O 11:D:186:ALA:N 2.48 0.46
12:E:28:LEU:O 12:E:31:ILE:HB 2.15 0.46
12:E:69:GLU:HB2 12:E:228:PHE:CE1 2.50 0.46
13:F:24:TYR:O 13:F:27:GLU:HB3 2.15 0.46
15:H:243:PRO:HG3 20:M:400:MET:HE1 1.97 0.46
15:H:281:GLN:HB2 15:H:286:GLU:CD 2.40 0.46
16:1:158:SER:O 16:1:183:ILE:HB 2.15 0.46
17:J:270:ARG:O 17:J:273:LEU:N 2.49 0.46
17:J:335:MET:0O 17:J:337:LEU:HG 2.15 0.46
17:J:344:ARG:O 17:J:348:GLU:HG3 2.16 0.46
18:K:129:GLU:CA 29:V:274:GLN:H 2.23 0.46
18:K:302: GLN:HG2 18:K:306:PHE:CZ 2.50 0.46
19:L:145:ARG:NH2 19:L:161:ARG:HG3 2.31 0.46
20:M:411:LYS:O 20:M:414:ASP:HB2 2.15 0.46
21:N:34:GLN:NE2 26:S:211:ARG:HB2 2.30 0.46
21:N:348:PHE:HE2 21:N:355:TRP:CE3 2.33 0.46
22:0:371:VAL:O 22:0:374:ASN:HB3 2.15 0.46
22:0:383:LYS:HD2 22:0:387:ARG:NE 2.29 0.46
23:P:94:GLN:OE1 23:P:130:ILE:HD12 2.15 0.46
23:P:123:ARG:HA 23:P:123:ARG:HD3 1.76 0.46
23:P:393:VAL:CG2 24:Q:351:1LE:C 2.74 0.46
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23:P:407:ASN:C 23:P:409:SER:H 2.23 0.46
24:QQ:275:1LE:HD11 24:Q0:306:TYR:CD2 2.43 0.46
24:Q:390:LEU:H 24:Q:390:LEU:HG 1.51 0.46
25:R:114:ASN:O 25:R:118:GLN:N 2.33 0.46
25:R:141:TYR:CD2 25:R:150:ALA:HB2 2.50 0.46
25:R:184:GLN:O 25:R:217:HIS:ND1 2.47 0.46
26:5:341:SER:OG 26:S:342:LEU:N 2.48 0.46
27:T:106:ILE:HG13 27:T:110:LEU:HG 1.98 0.46
27:T:144:TYR:O 27:T:148:LEU:HG 2.15 0.46
27:T:258:ASN:O 27:T:261:GLU:HB2 2.15 0.46
28:U:12:PRO:HA 28:U:15:LEU:HD12 1.96 0.46
28:U:57:GLU:N 28:U:67:PHE:O 2.38 0.46
28:U:71:ASN:O 28:U:74:GLU:HB3 2.15 0.46
28:U:189:ARG:HH22 29:V:237:ASN:CG 2.23 0.46
30:W:122:ARG:O 30:W:125:LEU:HB3 2.15 0.46
30:W:164:PRO:HD2 | 30:W:168: THR:CG2 2.45 0.46
33:72:405:ASN:HA 33:7:408:TYR:HD2 1.80 0.46
33:7Z:737:ALA:O 33:7Z:740:VAL:HB 2.14 0.46
33:2:767: TYR:CD2 33:7:772:1LE:HD13 2.48 0.46
33:7:774:ARG:HD3 33:7:893:PHE:CD2 2.49 0.46
33:7:784:SER:N 33:7:788:PRO:HB3 2.29 0.46
8:a:240:ASN:O 8:a:244:ARG:HG2 2.15 0.46
9:b:12:PHE:HD2 10:¢:21:GLN:NE2 2.12 0.46
9:b:40: THR:0G1 9:b:41:ASN:N 2.48 0.46
10:¢:122: TYR:HE2 10:¢:131:PHE:CZ 2.34 0.46
13:£:171:TYR:CG 13:£:199:GLN:HG3 2.50 0.46
14:g:41:LYS:NZ 14:g:146:ALA:O 2.28 0.46
14:g:47:-VAL:HA 14:g:218: TRP:HA 1.97 0.46
14:g:218:TRP:CH2 14:g:224: THR:HG23 2.50 0.46
4:1:156:LEU:C 4:1:160:SER:HB2 2.40 0.46
7:1:243:ASP:CG 7:1:245: TYR:H 2.20 0.46
1:1:128: THR:CG2 1:1:144:PHE:HB2 2.45 0.46
1:1:149:SER:N 7:1:125:ALA:HB2 2.31 0.46
2:2:152:VAL:HG23 2:2:233:.ILE:HG22 1.96 0.46
6:6:3:ILE:HD11 6:6:172:MET:SD 2.55 0.46
6:6:10:GLN:HG2 6:6:11:ASP:OD1 2.15 0.46
7:7:110:ILE:HD11 7:7:120:-MET:-HE3 1.96 0.46
7:7:243:ASP:0OD1 7:7:244:ALA:N 2.48 0.46
7:7:285:VAL:HA 5:j:38:ASN:HD21 1.79 0.46
1:8:195:SER:O 1:8:199:VAL:HG23 2.15 0.46
2:9:67:LEU:HD11 3:h:186:GLY:HA2 1.97 0.46
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9:B:40:THR:OG1 9:B:41:ASN:N 2.48 0.46
9:B:88:LYS:0O 9:B:92:VAL:HG12 2.16 0.46
12:E:47:VAL:HG23 12:E:193:LEU:HD12 1.97 0.46
13:F:11:VAL:HA 14:G:130:ARG:HB2 1.97 0.46
13:F:51:ARG:O 13:F:60:GLN:N 2.42 0.46
13:F:171:TYR:CG 13:F:199:GLN:HG3 2.50 0.46
15:H:98:GLN:NE2 15:H:193:PRO:HA 2.29 0.46
15:H:382:LEU:HD23 15:H:385:ARG:NH2 2.27 0.46
16:1:196:SER:HB2 16:1:290:LEU:HD22 1.96 0.46
16:1:333:MET:O 16:1:337:LEU:N 2.40 0.46
19:1:149:ASP:O 19:L:153:LEU:HA 2.14 0.46
20:M:379:LEU:HG 20:M:412:HIS:HE1 1.80 0.46
20:M:387:ASN:O 20:M:388:GLY:C 2.59 0.46
21:N:155:GLY:O 21:N:158:LEU:HB3 2.14 0.46
21:N:209:LYS:HB3 21:N:213:PHE:CE2 2.50 0.46
21:N:214:LEU:HD12 | 21:N:225:LEU:HD21 1.97 0.46
21:N:321:LEU:HB3 21:N:328:PHE:CE2 2.50 0.46
21:N:362: TRP:O 21:N:365:PHE:HB3 2.15 0.46
22:0:65:PHE:O 22:0:69:PHE:N 2.48 0.46
22:0:75:GLN:HG3 22:0:76:LEU:H 1.79 0.46
22:0:83:LEU:HD21 22:0:102:LEU:CB 2.44 0.46
22:0:125:GLY:C 22:0:129:1LE:HG12 2.39 0.46
22:0:289:GLN:HE22 | 22:0:334:LEU:HD11 1.78 0.46
23:P:36:LEU:HA 23:P:39:LEU:HB3 1.96 0.46
23:P:200:SER:O 23:P:203:ILE:HG22 2.16 0.46
23:P:221:TYR:HE1 23:P:240:TYR:O 1.97 0.46
23:P:429:ILE:HG23 28:U:229:LEU:HD13 1.98 0.46
24:Q:226:HIS:HA 24:Q:229:ASP:0OD1 2.15 0.46
24:Q:294:ARG:HB3 24:Q:321:TYR:HD1 1.80 0.46
25:R:350:LEU:CB 25:R:386:GLY:O 2.63 0.46
25:R:412: THR:HA 26:S:298:ARG:NH1 2.30 0.46
26:5:200:GLU:H 26:S:201:ILE:CA 2.28 0.46
26:S:207:ASN:O 26:S:210:LEU:HB3 2.15 0.46
26:S:336:SER:HA 26:S:339:GLN:HE22 1.80 0.46
27:T:200:LEU:N 27:T:233:VAL:O 2.35 0.46
28:U:67:PHE:CE1 30:W:97: THR:HG23 2.50 0.46
28:U:99:LEU:HD11 28:U:137:TYR:CE2 2.50 0.46
28:U:171:VAL:O 28:U:174:LEU:N 2.42 0.46
29:V:28:TYR:CE1 29:V:202:ASP:HB3 2.51 0.46
30:W:53:SER:OG 30:W:60:ARG:HG2 2.15 0.46
30:W:79: THR:HG22 30:W:80:GLN:N 2.31 0.46
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30:W:140:ASP:HA 30:W:170:HIS:O 2.15 0.46
33:7:222:ASP:HA 33:7:225:LEU:HD12 1.97 0.46
33:7:585:LEU:CD2 33:7Z:603:VAL:CG1 2.92 0.46
33:7:736:LEU:HD12 33:72:739:ALA:CB 2.46 0.46
33:72:776:VAL:O 33:Z:780:MET:HG2 2.14 0.46
33:7:783:VAL:O 33:7:788:PRO:N 2.48 0.46
8:a:60:PRO:HG2 8:a:64:LEU:HD11 1.95 0.46
10:¢:80:LEU:N 10:¢:133:VAL:HG22 2.30 0.46
12:€:147:HIS:HD2 12:€:153:TYR:CG 2.33 0.46
13:£:24:TYR:O 13:£:27:GLU:HB3 2.15 0.46
13:£:154:- THR:HA 14:¢:64:ASN:OD1 2.14 0.46
4:1:189:GLN:O 4:1:193:TRP:HD1 1.99 0.46
5:J:149:MET:HE2 5:j:173: ASN:HB2 1.96 0.46
7:1:82:ARG:CG 7:1:185:PRO:HB2 2.42 0.46
7:1:243:ASP:OD1 7:1:244:ALA:N 2.48 0.46
1:1:150: TYR:O 7:1:128:GLN:NE2 2.48 0.46
2:2:254:PHE:HA 2:2:256:LYS:HZ3 1.81 0.46
6:6:41:HIS:N 6:6:74:GLU:OE2 2.31 0.46
6:6:143:LEU:HD21 7:1:213:GLY:O 2.15 0.46
13:F:157:TYR:OH 14:G:60:VAL:HG13 2.15 0.46
15:H:77:ALA:HB1 15:H:102:CYS:HA 1.97 0.46
15:H:393:SER:O 15:H:396:MET:N 2.48 0.46
15:H:420:ARG:HD2 16:1:370:ARG:NH1 2.30 0.46
16:1:254: THR:HA 16:1:258:LEU:CD1 2.45 0.46
16:1:391:ILE:HG23 16:1:395:LYS:NZ 2.30 0.46
17:J:71:TYR:HA 18:K:118:TYR:HD1 1.77 0.46
17:J:253:ILE:HA 17:J:295:ASN:CG 2.40 0.46
17:J:268:VAL:O 17:J:272:MET:N 2.46 0.46
19:L:361:PHE:HD2 19:L:362:LYS:HG3 1.80 0.46
20:M:232:ALA:HB1 20:M:243:PHE:HE1 1.80 0.46
21:N:68:VAL:O 21:N:72:.LEU:HG 2.16 0.46
21:N:196: THR:OG1 21:N:197:VAL:N 2.48 0.46
21:N:330: THR:O 21:N:333:SER:HB3 2.15 0.46
21:N:536:ILE:O 21:N:540:LEU:HG 2.15 0.46
21:N:726:ASP:0OD2 21:N:728:LYS:HB2 2.15 0.46
22:0:140:LYS:C 22:0:142:ASP:N 2.74 0.46
23:P:253:ASP:CG 23:P:255:ALA:HB3 2.41 0.46
23:P:277:GLN:HE22 | 23:P:344:ARG:HH21 1.64 0.46
23:P:362:LEU:O 23:P:365:LEU:HB2 2.16 0.46
24:Q:149:LYS:HA 24:Q:151:TYR:CZ 2.50 0.46
24:QQ:384:LYS:NZ 24:Q:384:LYS:N 2.63 0.46
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25:R:54:1LE:HG21 25:R:63:TYR:CE2 2.50 0.46
25:R:199:GLU:N 25:R:199:GLU:CD 2.73 0.46
25:R:304:TYR:O 25:R:307:TYR:N 2.48 0.46
25:R:371:PHE:HA 25:R:374:ASN:HB2 1.98 0.46
26:S:385:SER:HB3 26:S:425:ARG:HH21 1.81 0.46
28:U:191: THR:HA 28:U:194:LEU:CD1 2.46 0.46
28:U:283:ARG:CZ 29:V:288:LEU:HB2 2.45 0.46
29:V:136:ALA:O 29:V:157:ARG:HD3 2.15 0.46
30:W:19:GLY:HA2 30:W:24:THR:HA 1.97 0.46
31:X:118:ASP:0OD1 31:X:119:LYS:N 2.47 0.46
33:72:493:LEU:HA 33:7:496:ALA:CB 2.42 0.46
33:7:816:GLY:N 33:7:834:LEU:HD11 2.31 0.46
33:7:924:LYS:HG3 33:7:958:ASN:OD1 2.16 0.46
8:a:104:PHE:CD2 8:a:108: TYR:HD2 2.34 0.46
8:a:156:LYS:HB3 8:a:166: TYR:CE1 2.50 0.46
8:a:208: THR:HG22 8:a:212:ASP:0D2 2.15 0.46
9:b:148:TYR:CE1 9:b:158:PRO:HB3 2.47 0.46
10:¢:93:ILE:HG23 5:3:69: TYR:OH 2.16 0.46
10:¢:123:THR:HG22 | 11:d:127:ARG:HH21 1.81 0.46
14:g:71:ASP:0OD1 14:g:72:ARG:N 2.47 0.46
14:g:172:ALA:O 14:g:175:GLU:N 2.49 0.46
4:1:77:THR:O 4:1:81: THR:HG23 2.14 0.46
4:1:116:LEU:HB3 4:1:144:ALA:O 2.16 0.46
1:1:213:ARG:O 4:4:55:VAL:N 2.32 0.46
2:2:135:GLN:O 2:2:139:LYS:HG3 2.16 0.46
2:2:136:ARG:HH21 2:2:141:ASN:CG 2.23 0.46
6:6:108:ASP:CG 6:6:111:LYS:H 2.24 0.46
6:6:120:ASP:0OD1 6:6:124: THR:N 2.31 0.46
6:6:162:LYS:NZ 6:6:198:GLN:H 2.14 0.46
6:6:166:GLN:HA 6:6:169:GLU:HB2 1.98 0.46
7:7:220:LYS:H 7:7:223:LEU:HD13 1.81 0.46
8:A:65:ASP:N 14:G:159:GLY:O 2.40 0.46
8:A:104:PHE:CD2 8:A:108:TYR:HD2 2.34 0.46
8:A:240:ASN:O 8:A:244:ARG:HG2 2.15 0.46
11:D:53:LYS:C 11:D:55:GLN:H 2.23 0.46
12:E:221:CYS:N 12:E:229:LYS:O 2.29 0.46
13:F:19:LEU:HD11 14:G:130:ARG:HD2 1.97 0.46
13:F:195:GLU:O 13:F:199:GLN:HG2 2.16 0.46
15:H:331:ARG:NH1 15:H:334:LEU:HB3 2.31 0.46
15:H:331:ARG:HD3 20:M:285:ALA:CB 2.46 0.46
15:H:331:ARG:NE 20:M:249:PRO:HD3 2.31 0.46
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15:H:385:ARG:HB3 15:H:389:PHE:CZ 2.51 0.46
15:H:452:SER:O 15:H:455:LYS:HG3 2.15 0.46
16:1:317:LYS:HG3 16:1:318:ARG:O 2.15 0.46
17:J:115:LEU:HD12 17:J:121:MET:C 2.40 0.46
18:K:68:ILE:O 18:K:71:GLU:N 2.48 0.46
18:K:98:GLN:NE2 18:K:256:ASP:0OD2 2.49 0.46
18:K:122:1LE:HG13 18:K:123:LEU:O 2.15 0.46
18:K:179:MET:O 18:K:183:GLU:N 2.44 0.46
18:K:270:PHE:CG 18:K:271:ILE:N 2.83 0.46
18:K:347:ARG:O 18:K:351:LEU:N 2.46 0.46
18:K:410:ALA:O 18:K:414:GLN:N 2.48 0.46
19:L:74:.LEU:HD13 20:M:15:ASP:0D2 2.15 0.46
19:1:334:ASP:0OD2 19:1.:336:ALA:HB3 2.16 0.46
20:M:136:ASP:HB2 20:M:139:LYS:HG3 1.98 0.46
21:N:299:TYR:CZ 21:N:303:LEU:HD21 2.51 0.46
21:N:525:ASN:HB2 21:N:554: THR:HG23 1.97 0.46
21:N:656:ALA:O 21:N:660:LEU:HG 2.15 0.46
21:N:710:GLY:C 21:N:712:ASN:H 2.23 0.46
22:0:81:TYR:O 22:0:84:ALA:N 2.29 0.46
22:0:140:LYS:HZ3 22:0:142:ASP:HA 1.75 0.46
22:0:173:SER:C 22:0:176:SER:HG 2.17 0.46
22:0:280:LEU:HA 22:0:283:HIS:CG 2.50 0.46
23:P:133:GLU:OE1 23:P:136:ARG:HG3 2.16 0.46
23:P:208:PHE:HD1 23:P:212:LYS:HD3 1.81 0.46
23:P:371:LEU:HD13 23:P:379:TYR:HE2 1.81 0.46
24:Q:79:PRO:O 24:Q:82:THR:HB 2.15 0.46
24:Q:174:LEU:HA 24:Q:177:VAL:HG12 1.98 0.46
24:Q:247:HIS:CE1 24:Q:289:GLU:HG2 2.49 0.46
24:Q:409:TYR:HE2 25:R:402:LEU:HB2 1.81 0.46
25:R:264: THR:HA 25:R:267:LYS:HG2 1.96 0.46
25:R:276:LEU:C 25:R:280:ILE:HG23 2.40 0.46
26:S:197:SER:O 26:S:198:SER:CB 2.64 0.46
26:S:241:PHE:HE2 26:S:253:PHE:HE2 1.63 0.46
27:T:213:ASN:HB3 27:T:216:GLU:.CG 2.41 0.46
28:U:132:LEU:HB3 28:U:134: THR:HB 1.98 0.46
29:V:50:-MET:HE3 29:V:7T1:MET:HG3 1.98 0.46
29:V:93:ASP:0O 29:V:97:GLN:HG2 2.15 0.46
29:V:206: THR:HG21 29:V:208:LYS:HB3 1.98 0.46
33:7:106:TRP:HB2 33:7:140:LEU:CD2 2.38 0.46
33:7:397:ASP:0O 33:7:400:1ILE:N 2.48 0.46
33:7:509:LEU:HA 33:7:512:1LE:HB 1.98 0.46
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33:7Z:510:LEU:HD13 33:7:545:SER:HB3 1.97 0.46
33:7:805:LEU:O 33:7:808:SER:HB3 2.16 0.46
33:7:884: THR:CG2 33:7:903:MET:HB2 2.37 0.46
33:72:962:ARG:O 33:2:962:ARG:HG3 2.15 0.46
10:c:12:ILE:HG22 11:d:8:LEU:HD22 1.96 0.46
10:¢:38:ILE:HG12 10:¢:162:ALA:HB1 1.96 0.46
10:¢:177:GLN:HA 11:d:54:LEU:HD22 1.97 0.46
12:e:101:LEU:HD13 7:1:136:SER:OG 2.16 0.46
12:€:168:ASN:N 13:£:56:LEU:O 2.33 0.46
13:£:121:GLN:CG 14:2:130:ARG:O 2.64 0.46
4:1:32:1ILE:O 4:1:156:LEU:N 2.40 0.46
4:1:142:1LE:HA 4:1:147:SER:O 2.15 0.46
5:j:98:ARG:O 5:3:99:ARG:C 2.59 0.46
6:k:10:GLN:HG2 6:k:11:ASP:OD1 2.15 0.46
6:k:165:VAL:O 6:k:169:GLU:HG3 2.16 0.46
7:1:84:GLN:HA 7:1:221: TRP:CE2 2.51 0.46
7:1:275:VAL:O 7:1:279:GLU:N 2.45 0.46
1:1:128: THR:HG22 1:1:144:PHE:HB2 1.97 0.46
6:6:165:VAL:O 6:6:169:GLU:HG3 2.16 0.46
8:A:165:GLY:HA3 9:B:60: THR:HG21 1.98 0.46
9:B:49:LYS:CG 9:B:210:GLU:HB2 2.45 0.46
11:D:37:LYS:CB 11:D:42:VAL:HG22 2.45 0.46
11:D:158:SER:OG 12:E:60:GLU:HB2 2.16 0.46
13:F:80:ASP:HB3 13:F:128:TYR:HB3 1.98 0.46
15:H:106:ILE:HG12 20:M:74:GLN:OE1 2.16 0.46
15:H:398:VAL:N 15:H:437:VAL:HG12 2.30 0.46
16:1:132:SER:HB3 16:1:178:HIS:CE1 2.49 0.46
16:1:242:PRO:HG3 16:1:346:ARG:HA 1.95 0.46
17:J:134:VAL:HB 18:K:280:LYS:HE3 1.96 0.46
17:J:142:VAL:HG23 17:J:209:LYS:HD2 1.98 0.46
17:J:169:LYS:HE2 17:J:206: THR:HA 1.97 0.46
18:K:253:MET:O 18:K:256:ASP:N 2.48 0.46
18:K:291:GLU:O 18:K:294:ARG:N 2.48 0.46
19:L:170:MET:HE1 19:1:269: TYR:HD2 1.80 0.46
19:1:199:LEU:O 19:L:202:LYS:N 2.48 0.46
19:1:232:ALA:HB1 19:L:243:PHE:HE1 1.80 0.46
19:L:276:CYS:HB2 19:L:321: THR:OG1 2.16 0.46
19:L:306:MET:HB2 19:L:306:MET:-HE3 1.57 0.46
19:L:352:PRO:HD2 19:L:386:PHE:O 2.15 0.46
19:1:411:ASN:OD1 19:1:413:ASP:HB2 2.15 0.46
20:M:274:ALA:CB 20:M:320:ARG:HB3 2.33 0.46
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21:N:211:PHE:HA 21:N:225:LEU:CD2 2.45 0.46
21:N:451:GLY:O 21:N:455:-MET:N 2.48 0.46
21:N:566:SER:HA 21:N:569:LYS:HB3 1.97 0.46
22:0:330:ARG:HD3 22:0:333:SER:O 2.16 0.46
23:P:263:HIS:ND1 23:P:328:ALA:HB3 2.31 0.46
24:Q:8:LEU:O 24:Q:12:ARG:N 241 0.46
24:QQ:164:GLU:HG3 24:QQ:169:ASP:HB3 1.96 0.46
24:QQ:223:GLY:HA3 24:Q:239:PHE:CZ 2.51 0.46
24:QQ:300:LYS:HE2 24:Q:304:GLU:OE2 2.16 0.46
24:Q:302:VAL:HG13 24:Q:335:PHE:CE1 2.27 0.46
25:R:338:TYR:OH 25:R:364:LEU:HD11 2.15 0.46
25:R:373:PRO:C 25:R:375:LYS:N 2.73 0.46
26:S:181:ALA:HA 26:S:184: TRP:HB2 1.97 0.46
26:S:264:VAL:HB 26:5:269:GLU:OE2 2.16 0.46
27:T:147:LYS:O 27:T:151: TRP:HD1 1.98 0.46
27:T:199:PHE:HA 27:T:234: TYR:HA 1.97 0.46
27:T:220:PHE:HA 27:T:223:GLU:HB2 1.98 0.46
28:U:104:LEU:O 28:U:107:ASN:HB2 2.16 0.46
28:U:132:LEU:N 29:V:215:ASN:HD21 2.14 0.46
29:V:53:-MET:HE1 29:V:139:VAL:HG21 1.97 0.46
30:W:177:GLY:O 30:W:179:ARG:N 2.41 0.46
33:7:244:ARG:NE 33:7:248:TYR:HE2 2.14 0.46
33:72:247:GLN:HG3 33:7:284:LEU:CD2 2.45 0.46
33:7:250:VAL:HG11 33:7:293:MET:HE1 1.98 0.46
33:2:272:TYR:CG 33:2:277:GLU:HB3 2.51 0.46
33:7:387:ASN:HD22 33:7:400:1LE:HD11 1.81 0.46
33:7:483: THR:O 33:7:487:SER:OG 2.18 0.46
33:72:765:MET:HB2 33:7:776:VAL:HG11 1.97 0.46
33:7:923:1LE:N 33:7:959:HIS:CE1 2.80 0.46
33:7:985:LYS:CG 33:72:991:GLU:HG2 2.45 0.46
9:b:5:TYR:OH 14:¢:127:ASN:CG 2.58 0.46
9:b:244:ASN:HA 9:b:247:LEU:HB2 1.98 0.46
10:¢:85:GLU:HA 10:¢:88:ILE:HB 1.97 0.46
12:e:168:ASN:OD1 13:£:56: LEU:HA 2.15 0.46
13:£:157:TYR:OH 14:g:61:PRO:HD2 2.15 0.46
14:2:109:ILE:HG12 14:g:142:ASP:CG 241 0.46
3:h:88:GLN:HB3 3:h:89:TYR:CD1 2.50 0.46
5:3:16: THR:OG1 5:3:134:LYS:0O 2.21 0.46
6:k:108:ASP:CG 6:k:111:LYS:H 2.24 0.46
6:k:146:HIS:HD?2 6:k:147:HIS:CD2 2.33 0.46
6:k:162:LYS:NZ 6:k:198:GLN:H 2.14 0.46
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1:1:198:GLU:O 1:1:202:LEU:HG 2.16 0.46
5:5:161:GLU:H 5:5:161:GLU:CD 2.20 0.46
7:7:140:LEU:HA 7:7:143:LEU:HD12 1.96 0.46
1:8:48:ASN:OD1 1:8:49:ILE:N 2.49 0.46
8:A:73:PHE:CE2 8:A:90:ALA:HB1 2.51 0.46
8:A:156:LYS:HB3 8:A:166:TYR:CE1 2.50 0.46
12:E:112:LEU:O 12:E:116:VAL:HG23 2.15 0.46
14:G:109:ILE:HG12 14:G:142:ASP:HB3 1.98 0.46
14:G:160: TYR:HB3 14:G:162:GLY:O 2.16 0.46
15:H:144:LYS:HZ3 15:H:155:PHE:HE2 1.62 0.46
15:H:376:GLU:CD 15:H:378:SER:OG 2.59 0.46
16:1:197:VAL:HG11 16:1:278:GLU:HB3 1.98 0.46
18:K:49:PHE:HD1 21:N:152:LEU:H 1.63 0.46
18:K:63:LEU:HD22 21:N:565:ASN:OD1 2.16 0.46
18:K:74:HIS:C 18:K:78:GLU:HG2 2.40 0.46
18:K:96:1LE:HG13 19:L:128:ILE:HG13 1.96 0.46
18:K:177:LEU:HB2 18:K:181:LYS:HG3 1.97 0.46
19:1:229: THR:HG21 20:M:313:ASP:0OD2 2.16 0.46
21:N:207:LEU:C 21:N:210:SER:HG 2.15 0.46
21:N:771:PHE:CE2 21:N:773:MET:HA 2.51 0.46
21:N:779:GLU:HB3 21:N:782:PHE:HD1 1.81 0.46
22:0:86:LEU:O 22:0:89:SER:OG 2.20 0.46
22:0:187:SER:OG 22:0:188:PHE:N 2.48 0.46
23:P:53:ALA:O 23:P:54:SER:OG 2.33 0.46
23:P:438:ILE:C 23:P:441:GLY:H 2.23 0.46
24:Q:116:PHE:CE2 24:Q:120:LYS:HE3 2.51 0.46
24:QQ:227:CYS:HB3 24:QQ:334:HIS:CE1 2.46 0.46
24:Q:275:1LE:O 24:Q:279:LYS:N 2.31 0.46
24:Q:302:VAL:CG2 24:QQ:335:PHE:HZ 1.97 0.46
25:R:27:SER:OG 25:R:180:PHE:O 2.31 0.46
25:R:130:GLN:NE2 25:R:160:LYS:HE3 2.31 0.46
25:R:149:ASN:HA 25:R:152:LYS:HE2 1.98 0.46
25:R:236:ALA:HB2 25:R:246: TYR:CE1 2.50 0.46
25:R:400: TYR:CD2 26:S:457:PRO:CB 2.99 0.46
26:S:144:LEU:O 26:S:146:LEU:N 2.47 0.46
26:S:184: TRP:O 26:S:187:ILE:HB 2.16 0.46
27:T:34:LEU:HD22 27:T:39:LEU:HD12 1.97 0.46
27:T:129:LEU:HD11 | 27:T:135:ASN:HD22 1.80 0.46
27:T:177:PHE:O 27:T:181:LEU:N 2.34 0.46
28:U:36:VAL:HB 28:U:52:PHE:HB2 1.97 0.46
29:V:108:TYR:O 29:V:109:HIS:ND1 2.49 0.46
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30:W:23:ARG:HG3 30:W:27:GLU:HG3 1.98 0.46
30:W:32:SER:HA 30:W:182:TYR:HB3 1.97 0.46
9:b:9:LEU:HD12 9:b:127:VAL:O 2.16 0.46
9:b:49:LYS:CG 9:b:210:GLU:HB2 2.45 0.46
9:b:139:HIS:HA 9:b:144:GLY:O 2.16 0.46
9:b:160:LYS:HB3 9:b:179: TRP:CZ2 2.51 0.46
10:¢:134:SER:OG 10:¢:152:ASN:HA 2.16 0.46
10:¢:184:MET:HE1 10:¢:192:LEU:HD13 1.98 0.46
11:d:12:SER:O 12:€:26: TYR:HB3 2.16 0.46
11:d:37:LYS:CB 11:d:42:VAL:HG22 2.45 0.46
12:e:15:PHE:HA 12:e:21:LEU:HD23 1.98 0.46
12:e:156:PHE:HD1 12:e:166:ARG:HA 1.79 0.46
14:¢:183:HIS:ND1 14:¢:185:GLU:OE2 2.45 0.46
3:h:185:ASP:HB3 3:h:188:SER:HB2 1.98 0.46
5:j:186:VAL:HG21 5:3:197:LYS:HE3 1.97 0.46
6:k:166:GLN:HA 6:k:169:GLU:HB2 1.98 0.46
7:1:82:ARG:NE 7:1:185:PRO:O 2.49 0.46
2:2:93:MET:HA 2:2:96:1LE:HD12 1.97 0.46
2:2:162:TYR:CG 2:2:163:VAL:N 2.84 0.46
3:3:159:LYS:HG3 3:h:156:TYR:CE1 2.51 0.46
3:3:196:VAL:O 3:3:202:VAL:HA 2.16 0.46
6:6:7:ILE:HD12 6:6:129:PRO:0O 2.16 0.46
6:6:82:SER:CB 10:C:103:ASN:HD22 2.28 0.46
6:6:138:PHE:HA 7:1:210:PHE:CZ 2.50 0.46
7:7:96: THR:HA 7:7:102:ALA:N 2.24 0.46
2:9:93:MET:HA 2:9:96:1LE:HD12 1.97 0.46
2:9:135:GLN:O 2:9:139:LYS:HG3 2.16 0.46
8:A:20:SER:HB3 8:A:26:TYR:HE2 1.78 0.46
R:A:157:THR:HG22 R:A:163:TYR:HB3 1.98 0.46
13:F:11:VAL:O 14:G:130:ARG:CG 2.47 0.46
14:G:45:GLY:HA2 14:G:146:ALA:HB2 1.97 0.46
14:G:75:GLY:HA3 14:G:228:HIS:CD2 2.51 0.46
14:G:130:ARG:C 14:G:131:PRO:O 2.58 0.46
15:H:58:ASP:O 15:H:59:ILE:C 2.59 0.46
15:H:105:1LE:HD13 15:H:169:GLU:CD 2.39 0.46
15:H:157:VAL:HG21 15:H:168:1LE:HG21 1.97 0.46
15:H:194:SER:O 15:H:197:MET:N 2.49 0.46
15:H:271:PHE:HA 15:H:305:ILE:HB 1.98 0.46
16:1:280:ILE:CD1 16:1:282:LYS:HD3 2.46 0.46
16:1:427:GLY:CA 17:J:177:LEU:HD21 2.43 0.46
18:K:81:ARG:HH21 21:N:584:ARG:NH1 2.14 0.46
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18:K:134:SER:C 18:K:259:ARG:HH12 2.24 0.46
18:K:273:GLU:HA 18:K:317:ALA:O 2.16 0.46
19:L:105:ILE:HD13 19:1:147:THR:HA 1.98 0.46
19:L:163:THR:O 19:1:164:ASP:HB3 2.16 0.46
19:L:218:VAL:HG23 19:L:324:ILE:HA 1.97 0.46
19:L:248:ALA:HB1 19:L:286:ILE:HG23 1.98 0.46
19:L:306:-MET:O 19:L:310: THR:N 2.32 0.46
21:N:17:GLN:CD 27:T:32:ILE:HD11 2.40 0.46
21:N:83:LEU:HD22 21:N:132:LYS:HB2 1.98 0.46
21:N:114:SER:O 21:N:118:THR:N 2.48 0.46
21:N:135:SER:O 21:N:139:ARG:N 2.29 0.46
21:N:463:TYR:HD1 21:N:485:-MET:HB3 1.81 0.46
21:N:658:ILE:O 21:N:662:MET:HG3 2.16 0.46
21:N:698:GLY:O 21:N:702:ALA:N 2.24 0.46
21:N:727:THR:O 21:N:731:VAL:HG23 2.15 0.46
21:N:781:ALA:H 21:N:878:GLN:NE2 2.07 0.46
22:0:154:GLU:HB2 22:0:171:PHE:CZ 2.50 0.46
22:0:239:MET:HA 22:0:242:1LE:HG12 1.96 0.46
22:0:326:HIS:O 22:0:330:ARG:HG2 2.15 0.46
23:P:393:VAL:CG2 24:QQ:352:GLU:O 2.58 0.46
23:P:417:HIS:HA 23:P:420:ASP:0OD2 2.16 0.46
24:QQ:408:THR:HA 29:V:255:1LE:HD11 1.98 0.46
25:R:383:ARG:N 26:S:402:ILE:HD12 2.28 0.46
26:S:4: THR:HA 26:S:7:MET:HB2 1.97 0.46
26:S:197:SER.:C 26:S5:199:GLU:H 2.24 0.46
26:S:362:SER:HA 26:S:365: THR:HB 1.98 0.46
26:5:415:SER:OG 26:5:418: THR:OG1 2.28 0.46
26:S:453:ASP:HB2 28:U:267:VAL:O 2.16 0.46
27:T:52:LEU:HA 27:T:56:-MET:CG 2.44 0.46
27:T:75:PHE:O 27 T:78:PHE:HB3 2.15 0.46
27:T:108:LEU:O 27:T:112:ASN:N 2.44 0.46
28:U:284:SER:O 28:U:288:PHE:N 2.37 0.46
29:V:7T1:MET:HE2 29:V:84:ASP:H 1.81 0.46
30:W:107:HIS:HE1 30:W:138:ALA:N 2.14 0.46
31:X:13:GLY:HA2 31:X:50: TRP:NE1 2.30 0.46
31:X:110:PRO:HA 31:X:114:LEU:HD23 1.98 0.46
33:7Z:173:ALA:N 33:7:258:PRO:HG3 2.31 0.46
33:72:233:LEU:CD2 33:7:253:VAL:HG13 2.44 0.46
33:72:271:ILE:O 33:7:273:LEU:N 2.48 0.46
33:7:282:1LE:HA 33:7:285:ALA:HB3 1.98 0.46
33:72:780:MET:CE 33:7:789:GLN:N 2.78 0.46
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33:7:823:ASN:HA 33:7:831:LEU:CD1 2.46 0.46
8:a:39:ASN:0OD1 8:a:173:PRO:HG2 2.16 0.46
8:a:145:SER:HA R:a:228:ALA:HBI1 1.97 0.46
8:a:211:ILE:O 8:a:215:GLY:N 2.49 0.46
11:d:148:TYR:HA 11:d:157:SER:O 2.15 0.46
12:€:69:GLU:HB2 12:€:228:PHE:CE1 2.50 0.46
12:¢:179:ALA:O 12:e:183:LEU:HG 2.16 0.46
13:£:157:TYR:CZ 14:g:60:VAL:HG13 2.51 0.46
4:1:178:GLU:HA 4:1:181:ILE:HB 1.97 0.46
5:3:11:1LE:HG21 5:3:142:ALA:H 1.80 0.46
5:3:37:SER:HB3 5:j:40:PHE:HB2 1.98 0.46
6:k:7:ILE:HD12 6:k:129:PRO:O 2.16 0.46
6:k:37:GLN:HA 6:k:43:LEU:HD12 1.98 0.46
6:k:146:HIS:HD2 6:k:147:HIS:CE1 2.33 0.46
2:2:226:ARG:HG2 2:2:246:GLN:HG2 1.97 0.46
1:8:198:GLU:O 1:8:202:LEU:HG 2.16 0.46
10:C:209:ASP:N 10:C:209:ASP:0OD1 2.48 0.46
11:D:197:ARG:O 11:D:201:GLU:HG2 2.16 0.46
12:E:15:PHE:HA 12:E:21:LEU:HD23 1.98 0.46
12:E:73:HIS:CD2 12:E:74:ILE:HG13 2.51 0.46
12:E:119:LEU:HA 12:E:122:ARG:HD2 1.98 0.46
12:E:122:ARG:HA 12:E:132:ARG:NE 2.27 0.46
14:G:13:SER:HB3 14:G:126:TYR:CA 2.46 0.46
15:H:61:ALA:HA 15:H:64:LYS:HB2 1.98 0.46
15:H:421:SER:HB3 16:1:369:GLY:HA2 1.97 0.46
16:1:203:SER:HA 16:1:265: ASN:HA 1.98 0.46
16:1:279:LEU:HD12 16:1:314:ILE:HD13 1.98 0.46
16:1:288:PRO:O 16:1:292: ARG:HG3 2.16 0.46
16:1:411:LYS:HG2 16:1:447:LYS:HD2 1.97 0.46
16:1:428:LEU:HA 16:1:431:LEU:HD12 1.98 0.46
17:J:168:VAL:HA 17:J:287:ASN:CG 2.41 0.46
18:K:103:ILE:N 18:K:108:GLY:HA2 2.27 0.46
18:K:352:ILE:O 18:K:355: THR:HB 2.16 0.46
19:L:111:GLU:OE2 19:L:114:GLU:HA 2.16 0.46
19:L:122:SER:HG 20:M:126: THR:HG1 1.23 0.46
19:L:220:LEU:HB3 19:L:228:LYS:HE3 1.97 0.46
19:L:228:LYS:NZ 19:1:328:ASN:HA 2.30 0.46
20:M:12:LEU:HA 20:M:15:ASP:HB2 1.97 0.46
20:M:267:PHE:HB2 20:M:311:GLN:CD 2.41 0.46
20:M:373:ASP:C 20:M:412:HIS:HB2 2.41 0.46
21:N:36:TRP:CB 21:N:68:VAL:HG22 2.44 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:62:ALA:HB1 21:N:81:TYR:HB3 1.98 0.46
21:N:716:GLN:HB3 21:N:719:ASN:OD1 2.15 0.46
21:N:762:ARG:C 21:N:764:SER:H 2.23 0.46
23:P:12:ASP:C 23:P:61:LYS:HZ3 2.23 0.46
23:P:231:LYS:HZ3 23:P:236:GLU:CD 2.21 0.46
23:P:307:GLU:CD 23:P:310:ARG:HE 2.23 0.46
23:P:409:SER:N 23:P:410:GLN:OE1 2.48 0.46
23:P:422:LEU:HB3 23:P:426:1LE:HG12 1.98 0.46
24:Q:9:GLU:O 24:Q:13:ARG:HG3 2.16 0.46
24:Q:31:LEU:HB3 24:Q:42:ALA:O 2.16 0.46
24:Q:230:LYS:O 24:Q:231:ASP:HB2 2.15 0.46
24:Q:255:TYR:OH 24:Q:291:TYR:CE2 2.67 0.46
25:R:186:TYR:N 25:R:186:TYR:CD1 2.83 0.46
25:R:321:TYR:O 25:R:325:HIS:HD2 1.98 0.46
25:R:381:ILE:CG2 26:S:398: THR:CB 2.93 0.46
26:S:182:LYS:HG2 26:S:186: TYR:HB2 1.97 0.46
26:S:267:SER:O 26:S:271:ARG:N 2.30 0.46
26:S:276:LEU:HA 26:S:279:ILE:-HG12 1.98 0.46
26:5:379:LEU:HD23 26:5:380:CYS:H 1.81 0.46
29:V:36:LYS:HE2 29:V:69:PHE:HA 1.96 0.46
29:V:112:PRO:HA 29:V:142:ASP:0OD1 2.16 0.46
30:W:6:THR:O 30:W:49:VAL:HA 2.16 0.46
31:X:76:VAL:HG21 31:X:90:VAL:HB 1.96 0.46
33:7Z:138:ARG:HG3 33:7:203:LEU:CD1 2.45 0.46
33:7:336:SER:O 33:7:340:LEU:N 2.49 0.46
33:7:751:ASP:C 33:72:753:GLY:N 2.73 0.46
8:a:242:GLU:O 8:a:246:VAL:HG23 2.16 0.46
9:b:96:SER:O 9:b:100:ILE:HD12 2.16 0.46
12:€:19:GLY:O 13:1:28:ALA:HB2 2.16 0.46
12:e:73:HIS:CD2 12:e:74:ILE:HG13 2.51 0.46
12:e:112:LEU:O 12:e:116:VAL:HG23 2.15 0.46
13:£:121:GLN:HA 14:¢:130:ARG:HB3 1.97 0.46
14:¢:75:GLY:HA3 14:g:228:HIS:CD2 2.51 0.46
3:h:20: THR:CB 3:h:52:LYS:HZ3 2.23 0.46
5:j:3:ASP:HB3 5:j:6:SER:HB2 1.97 0.46
5:j:85:GLU:OE1 5:j:85:GLU:N 2.34 0.46
6:k:9:VAL:HG22 6:k:12:SER:O 2.15 0.46
6:k:179:VAL:H 6:k:196:GLN:NE2 2.13 0.46
1:1:47:ARG:HD2 1:1:216:GLN:O 2.15 0.46
1:1:149:SER:HB2 7:1:125:ALA:N 2.31 0.46
1:1:179:TYR:HE1 1:1:188:LYS:HG2 1.81 0.46
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2:2:121:GLU:CD 2:2:122:PRO:HD2 2.41 0.46
5:5:70:LYS:NZ 5:5:94:SER:OG 2.49 0.46
6:6:117:TYR:CD1 6:6:127:GLU:HB2 2.51 0.46
1:8:67:ASP:CG 1:8:102:LYS:HG3 2.41 0.46
1:8:240:ARG:HB2 4:1:193: TRP:CZ3 2.50 0.46
9:B:160:LYS:HB3 9:B:179: TRP:CZ2 2.51 0.46
11:D:37:LYS:HB2 11:D:145:PRO:CB 2.45 0.46
12:E:147:HIS:HD2 12:E:153: TYR:CG 2.34 0.46
14:G:109:ILE:HG12 14:G:142:ASP:CG 2.41 0.46
14:G:151:LEU:HA 14:G:157:TYR:HB3 1.97 0.46
14:G:172:ALA:O 14:G:175:GLU:N 2.49 0.46
15:H:102:CYS:SG 15:H:173:ARG:HB2 2.56 0.46
15:H:223:GLU:OE2 20:M:400:-MET:HB3 2.15 0.46
15:H:278:GLU:HB3 15:H:290:MET:HE1 1.97 0.46
15:H:310: GLU:OE2 16:1:338:ASN:ND2 2.49 0.46
15:H:381:ASP:O 15:H:385:ARG:HG3 2.15 0.46
16:1:207:SER:HB3 16:1:265:ASN:ND2 2.31 0.46
16:1:252:PRO:HD2 17:J:306:ARG:CZ 2.46 0.46
16:1:283: TYR:HB2 17:J:221:LYS:C 2.41 0.46
17:J:133:LEU:HD23 17:J:134:VAL:O 2.16 0.46
18:K:77:ARG:HH12 21:N:577:SER:C 2.25 0.46
18:K:85:GLU:C 18:K:88:ARG:H 2.24 0.46
18:K:404:GLN:O 18:K:408:GLU:HG2 2.16 0.46
19:L:107:GLU:HA 19:L:144:VAL:O 2.16 0.46
19:L:216:LYS:HG3 19:L:341:GLY:H 1.81 0.46
19:L:400:PHE:HE2 20:M:345:ARG:HD3 1.81 0.46
20:M:116:ALA:HB1 20:M:128:PHE:HE1 1.81 0.46
21:N:171:LYS:O 21:N:174:LEU:HB2 2.15 0.46
21:N:665:ILE:O 21:N:667:GLN:HG3 2.16 0.46
21:N:746:ALA:HB1 21:N:749:LEU:HD12 1.98 0.46
21:N:762:ARG:HB3 21:N:764:SER:H 1.81 0.46
22:0:218:SER:HB2 22:0:251:LEU:HD13 1.96 0.46
22:0:243:VAL:HG12 22:0:248:TYR:CB 2.39 0.46
23:P:133:GLU:CD 23:P:167:THR:HB 2.40 0.46
23:P:204:LEU:HG 23:P:217:LYS:NZ 2.31 0.46
23:P:221:TYR:CE1 23:P:241:LEU:HA 2.51 0.46
23:P:262:SER:O 23:P:266: TYR:HB2 2.16 0.46
24:QQ:202:ARG:NH1 24:Q:218:LEU:HB3 2.31 0.46
25:R:372:ILE:HG21 26:5:398: THR:OG1 2.16 0.46
25:R:402:LEU:HD22 25:R:405:LYS:HE3 1.97 0.46
26:S:28:GLU:O 26:S:32:GLN:N 2.30 0.46

Continued on next page...




Page 311

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
26:S:180:ASN:HB3 26:S:183:LEU:HB2 1.97 0.46
26:S:302:HIS:ND1 26:S:305:LYS:HB2 2.31 0.46
26:S:395:1LE:HG22 26:S:395:ILE:O 2.16 0.46
26:S:401:LYS:HE2 26:S:444:GLU:HG2 1.97 0.46
26:S:451:ILE:O 26:S:451:1ILE:HG13 2.16 0.46
26:S:464:ARG:HH12 28:U:277:'TYR:C 2.24 0.46
27:T:111:LEU:HD11 27:T:144: TYR:HD2 1.79 0.46
27:T:151: TRP:HZ2 27:T:159:LYS:HE3 1.80 0.46
27:T:164:LEU:HA 27:T:164:LEU:HD23 1.62 0.46
27:T:193:THR:O 27:T:197:TYR:N 2.48 0.46
27:T:239:SER:HB3 27:T:241:GLU:OE2 2.15 0.46
28:U:32:ARG:HA 28:U:95:SER:HB2 1.98 0.46
28:U:32:ARG:NH2 28:U:100:ARG:HB2 2.30 0.46
28:U:55:PRO:HD2 28:U:72:TYR:CE2 2.51 0.46
28:U:105:LYS:O 28:U:109:LEU:HG 2.15 0.46
29:V:37:-MET:HG3 29:V:68:VAL:HG11 1.98 0.46
29:V:249:GLU:C 29:V:253:LYS:HZ3 2.24 0.46
29:V:276:PRO:O 29:V:280:LEU:HD11 2.16 0.46
30:W:8:LEU:HD11 30:W:113:PHE:CE2 2.51 0.46
31:X:47:ASP:0OD1 31:X:67:ILE:HA 2.16 0.46
33:7:120:SER:HB2 33:7:153:TYR:CE1 2.51 0.46
33:7:198:GLU:CD 33:7:201:LEU:HD12 2.40 0.46
33:7:344:LYS:CA 33:7:921:GLU:HB3 2.47 0.46
33:7:385:PHE:HE1 33:72:414:GLY:O 1.99 0.46
33:7:407:VAL:HG13 33:7:418:ALA:CB 2.46 0.46
33:7:416: THR:HA 33:7:450:GLY:CA 2.45 0.46
33:7:534:PHE:O 33:7:537:-THR:0G1 2.15 0.46
33:7:804:ASP:0D2 33:7:806:GLU:HB2 2.15 0.46
33:7:821:GLY:C 33:7Z:862:MET:H 2.21 0.46
8:a:72:ILE:HA 8:a:82:VAL:HA 1.97 0.46
9:b:88:LYS:O 9:b:92:VAL:HG12 2.16 0.46
9:b:111:VAL:HG21 9:b:148:TYR:CD2 2.50 0.46
11:d:53:LYS:C 11:d:55:GLN:H 2.23 0.46
13:£:191:LYS:HA 13:£:194:VAL:HB 1.97 0.46
13:£:195:GLU:O 13:£:199:GLN:HG2 2.16 0.46
3:h:15:GLU:N 4:1:145:HIS:CD2 2.84 0.46
4:1:146:GLY:O 4:1:148: THR:HG23 2.16 0.46
5:3:85:GLU:O 5:j:88:THR:HB 2.15 0.46
6:k:70:ARG:HG2 6:k:71:GLU:OE2 2.15 0.46
6:k:117:TYR:CD1 6:k:127:GLU:HB2 2.51 0.46
6:k:166:GLN:HA 6:k:169:GLU:OE1 2.16 0.46
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1:1:48:ASN:OD1 1:1:49:ILE:N 2.49 0.45
1:1:67:ASP:CG 1:1:102:LYS:HG3 2.41 0.45
1:1:195:SER:O 1:1:199:VAL:HG23 2.15 0.45
3:3:15:GLU:HB3 4:4:145:HIS:CD2 2.51 0.45
4:4:32:ILE:O 4:4:156:LEU:N 2.40 0.45
4:4:116:LEU:O 4:4:119:TYR:N 2.42 0.45
5:5:65:GLU:O 5:5:69:TYR:N 2.25 0.45
6:6:49:GLU:HB3 6:6:52:ASP:HB2 1.99 0.45
6:6:146:HIS:HD2 6:6:147:HIS:CD2 2.33 0.45
6:6:166:GLN:HA 6:6:169:GLU:OE1 2.16 0.45
1:8:177:ASN:C 5:3:169:GLN:HE22 2.24 0.45
2:9:81:ASN:O 2:9:233:ILE:HG21 2.16 0.45
8:A:46:ARG:HG3 8:A:154:1ILE:HG13 1.97 0.45
8:A:80:GLY:HA3 8:A:233:PHE:CD2 2.51 0.45
8:A:145:SER:HA 8:A:228:ALA:HB1 1.97 0.45
9:B:96:SER:O 9:B:100:ILE:HD12 2.16 0.45
9:B:139:HIS:HA 9:B:144:GLY:O 2.16 0.45
10:C:87:LEU:O 10:C:90:THR:0G1 2.30 0.45
10:C:112:VAL:HG21 10:C:149:TYR:CD2 2.51 0.45
10:C:149:TYR:HD1 10:C:159:GLY:HA2 1.81 0.45
11:D:147:LEU:O 11:D:158:SER:HA 2.17 0.45
11:D:227:GLU:OE1 11:D:227:GLU:N 2.29 0.45
12:E:153: TYR:OH 12:E:224:LYS:N 2.34 0.45
15:H:148:ASN:HB2 15:H:153:ALA:O 2.15 0.45
15:H:195:VAL:HG23 15:H:196: THR:C 2.41 0.45
15:H:301:LYS:O 15:H:304:CYS:HB3 2.15 0.45
16:1:136:LEU:HB2 16:1:172:CYS:N 2.28 0.45
16:1:175:LEU:CB 16:1:184:VAL:HB 2.44 0.45
16:1:338:ASN:O 16:1:342:GLY:N 2.44 0.45
17:J:130:ALA:HA 17:J:131:ASP:CB 2.47 0.45
18:K:303:MET:O 18:K:333:ARG:NE 2.49 0.45
19:L:197:ILE:HG22 19:L:239:ILE:HD11 1.98 0.45
19:L:263:ILE:HD12 19:L:307:GLU:OE1 2.16 0.45
20:M:379:LEU:HG 20:M:412:HIS:CE1 2.51 0.45
21:N:154:LEU:HD22 | 21:N:189:LEU:HD22 1.99 0.45
21:N:184:LYS:O 21:N:188:TYR:N 2.31 0.45
21:N:552:ALA:O 21:N:556:ALA:N 2.39 0.45
21:N:612:SER:O 21:N:618:ARG:CZ 2.63 0.45
21:N:891:VAL:H 21:N:908:ARG:HG2 1.80 0.45
22:0:226:LYS:HG2 22:0:229:ASN:HB2 1.97 0.45
24:Q:71:LYS:HA 24:QQ:104:PHE:CZ 2.51 0.45
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24:Q:85:-MET:HB2 24:Q:93: THR:0G1 2.15 0.45
24:Q:185:TYR:HB2 24:QQ:194:SER:HB2 1.98 0.45
24:Q:335:PHE:HD1 | 24:Q:338:LEU:HD23 1.81 0.45
25:R:141:TYR:HB3 25:R:146:ASP:HB2 1.98 0.45
25:R:257:GLY:O 25:R:261:LEU:N 2.36 0.45
25:R:360:SER:OG 25:R:363:PHE:HB3 2.16 0.45
25:R:372:ILE:N 25:R:377:LEU:HD11 2.06 0.45
26:5:9:ASP:O 26:S5:12:SER:OG 2.19 0.45
26:S:137:PHE:O 26:S:140:LEU:HB3 2.16 0.45
26:S:227:ASN:OD1 26:S:228:GLU:N 2.49 0.45
26:S:469:ASN:C 26:S:472:HIS:HB3 2.41 0.45
27:T:196:SER:HB2 27:T:197:TYR:CD2 2.51 0.45
27:T:206:LYS:O 27:T:210:PHE:N 2.48 0.45
27:T:249:MET:0O 27:T:250:MET:C 2.59 0.45
28:U:79:MET:SD 29:V:91:MET:HG3 2.56 0.45
30:W:68:GLU:CD 30:W:70:GLY:H 2.17 0.45
30:W:172:LEU:HB3 30:W:190:1ILE:HD11 1.97 0.45
31:X:90:VAL:HA 31:X:96:ARG:HG2 1.98 0.45
33:7:138:ARG:NH2 33:7:158:ALA:HB2 2.31 0.45
33:7:146:PHE:O 33:7:213:LYS:HD2 2.17 0.45
33:7:361:HIS:CE1 33:7:957:LEU:HD23 2.51 0.45
33:7:526:ALA:O 33:7:530:LEU:N 2.30 0.45
33:7Z:786:SER:O 33:7:787:ASP:CB 2.62 0.45
33:72:923:ILE:CA 33:7:959:HIS:CE1 2.99 0.45
9:h:99:ARG:NE 4:1:90:SER:OG 2.43 0.45
10:¢:36:ILE:HG12 10:¢:164:SER:CB 2.45 0.45
11:d:147:LEU:O 11:d:158:SER:HA 2.16 0.45
11:d:150: THR:HA 11:d:155:1LE:O 2.16 0.45
11:d:184:PRO:O 11:d:186:ALA:N 2.48 0.45
12:€:42:THR:OG1 12:€:45:GLY:N 2.38 0.45
13:f:231:ALA:HA 13:£:234:ILE:HD12 1.96 0.45
14:g:48:PHE:HE2 14:¢:138:PHE:HA 1.81 0.45
14:¢:241:ASP:O 14:¢:245:LYS:N 2.35 0.45
3:h:121:TYR:HB2 3:h:197:LEU:HB3 1.98 0.45
5:j:45:HIS:HB2 5:j:50:PHE:CE1 2.51 0.45
5:j:58: THR:HG21 6:k:122:LEU:O 2.16 0.45
5:3:83:GLU:OE1 5:3:113:ASN:HA 2.16 0.45
2:2:53:VAL:HG22 2:2:233:ILE:HB 1.98 0.45
2:2:69:PHE:CZ 3:h:139:HIS:CD2 3.04 0.45
2:2:96:ILE:HA 2:2:99:LEU:HD12 1.98 0.45
4:4:79:ALA:HB2 5:5:129:CYS:HB2 1.97 0.45

Continued on next page...




Page 314

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
4:4:129:VAL:N 4:4:140:PHE:O 2.41 0.45
4:4:146:GLY:O 4:4:148: THR:HG23 2.16 0.45
6:6:96:ARG:CZ 7:7:166:LYS:HB3 2.46 0.45
1:8:133:LEU:HD22 1:8:137:GLY:O 2.17 0.45
8:A:211:ILE:O 8:A:215:GLY:N 2.49 0.45
9:B:139:HIS:HB2 9:B:145:PHE:CD1 2.52 0.45
10:C:140: TYR:CE2 10:C:225:VAL:HG21 2.50 0.45
11:D:109:LEU:O 11:D:112:TYR:HB3 2.17 0.45
13:F:6:TYR:HB3 13:F:20:PHE:HE2 1.82 0.45
13:F:69:HIS:ND1 13:F:70:MET:HB2 2.31 0.45
14:G:123:HIS:HA 14:G:129:VAL:CG1 2.47 0.45
15:H:253:GLY:CA 15:H:256:LYS:HB3 2.46 0.45
15:H:368:PRO:C 15:H:370:ARG:N 2.73 0.45
15:H:427:GLY:O 15:H:431:ILE:N 2.47 0.45
16:1:205: THR:0G1 17:J:282:PHE:HA 2.16 0.45
17:J:112:ARG:HB2 17:J:127:GLU:O 2.16 0.45
17:J:174:PHE:N 17:J:174:PHE:CD1 2.82 0.45
17:J:342: ASN:H 17:J:379:GLN:CD 2.24 0.45
18:K:123:LEU:HD22 18:K:125:THR:0G1 2.16 0.45
20:M:411:LYS:HG3 20:M:414:ASP:H 1.81 0.45
20:M:416:VAL:O 20:M:420:SER:N 2.43 0.45
21:N:217:-MET:C 21:N:219:ASN:H 2.24 0.45
21:N:245:LEU:O 21:N:249:ASN:N 2.49 0.45
21:N:298:TYR:HA 21:N:301:THR:HB 1.97 0.45
21:N:585:ARG:HE 21:N:619:CYS:HB2 1.81 0.45
21:N:704:GLY:O 21:N:708:ALA:N 2.50 0.45
21:N:772:GLN:OE1 21:N:868:VAL:HG12 2.16 0.45
22:0:302:VAL:O 22:0:304:ASN:N 2.49 0.45
23:P:361: THR:HG22 | 23:P:399:ILE:HG12 1.98 0.45
24:Q:86:MET:HE1 24:Q:90:LYS:HB2 1.96 0.45
24:Q:167:LYS:HE2 9:b:177:LYS:HB3 1.98 0.45
24:Q:231:ASP:HB3 24:Q:234:THR:CG2 2.46 0.45
25:R:133:ALA:HA 25:R:136:ASN:ND2 2.31 0.45
25:R:179:PHE:CE1 25:R:216:ILE:HG22 2.51 0.45
25:R:335:ARG:HH22 | 25:R:374:ASN:ND2 2.10 0.45
25:R:380:VAL:CB 25:R:389:GLU:HB2 2.43 0.45
28:U:11:ALA:O 28:U:15:LEU:HG 2.15 0.45
28:U:53:ALA:HA 28:U:93:TYR:OH 2.16 0.45
29:V:28:TYR:CE1 29:V:204:HIS:NE2 2.83 0.45
29:V:51:GLY:C 29:V:108:TYR:HE1 2.24 0.45
29:V:113:GLY:N 29:V:144:ILE:HD12 2.32 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
29:V:163:ALA:HB3 29:V:165:ILE:H 1.82 0.45
31:X:13:GLY:N 31:X:100: TRP:O 2.40 0.45
33:7Z:122:LEU:O 33:7:126:TYR:HB2 2.17 0.45
33:7:250:VAL:HG22 33:7:265:LEU:CD2 2.46 0.45
33:2:269:TYR:CB 33:2:272:TYR:CE2 2.97 0.45
33:7:601:VAL:HG11 33:7:746:1LE:HD13 1.94 0.45
33:2:770:GLU:CG 33:7:893:PHE:HE2 2.29 0.45
9:b:157:PHE:HE1 9:b:159: TRP:CE2 2.34 0.45
13:£:80:ASP:HB3 13:f:128: TYR:HB3 1.98 0.45
3:h:181:ALA:O 3:h:185:ASP:N 2.43 0.45
4:1:233:LYS:HB2 5:3:155:GLU:OE2 2.15 0.45
5:3:70:LYS:NZ 5:3:94:SER:OG 2.49 0.45
6:k:141:PHE:O 6:k:145:ASP:N 2.33 0.45
1:1:68:ASN:OD1 1:1:226:VAL:HG13 2.16 0.45
1:1:171:ASN:O 1:1:175:PHE:HA 2.17 0.45
3:3:37:SER:HB2 3:3:49:VAL:C 2.41 0.45
5:5:115:LYS:HB2 9:B:142:PHE:CE1 2.51 0.45
6:6:2:ASP:0OD2 6:6:34:LYS:HE2 2.16 0.45
6:6:21:VAL:O 6:6:28:LEU:N 2.47 0.45
6:6:180:ILE:HG23 6:6:191:GLN:NE2 2.31 0.45
7:7:84:GLN:HA 7:7:221:TRP:NE1 2.32 0.45
2:9:53:VAL:HG22 2:9:233:1LE:HB 1.98 0.45
2:9:121:GLU:CD 2:9:122:PRO:HD2 2.41 0.45
8:A:242:GLU:O 8:A:246:VAL:HG23 2.16 0.45
9:B:157:PHE:HE1 9:B:159: TRP:CE2 2.35 0.45
9:B:186:GLU:O 9:B:189:ILE:HB 2.16 0.45
10:C:213:PHE:HB3 10:C:235:ILE:HG12 1.98 0.45
11:D:150: THR:HA 11:D:155:1LE:O 2.16 0.45
14:G:20:ARG:HH21 14:G:25:GLU:CD 2.24 0.45
14:G:48:PHE:HE2 14:G:138:PHE:HA 1.81 0.45
14:G:241:ASP:O 14:G:245:LYS:N 2.35 0.45
15:H:278:GLU:C 15:H:281:GLN:NE2 2.75 0.45
15:H:420:ARG:HB2 16:1:370:ARG:HH12 1.82 0.45
16:1:133:ILE:H 17:J:94:TYR:HA 1.80 0.45
16:1:200:MET:HE3 17:J:231:ARG:NH2 2.31 0.45
16:1:376:LEU:O 16:1:376:LEU:HD12 2.15 0.45
16:1:383:SER:O 16:1:387:LYS:N 2.41 0.45
17:J:273:LEU:HA 17:J:276:LEU:HD12 1.98 0.45
18:K:209:VAL:CG2 18:K:315:ILE:HG12 2.47 0.45
19:L:111:GLU:CG 19:L:117:TYR:HE1 2.28 0.45
19:L:180:PHE:HB2 19:L:190:ILE:HG23 1.99 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
20:M:75:LEU:HA 20:M:76:PRO:HA 1.59 0.45
20:M:303:ARG:HA 20:M:306:LEU:HD12 1.98 0.45
21:N:141:ILE:O 21:N:144:CYS:HB2 2.15 0.45
21:N:455:-MET:HE3 21:N:728:LYS:HG2 1.97 0.45
21:N:889:ARG:HA 21:N:909:GLU:OE1 2.17 0.45
22:0:60:ARG:O 22:0:63:ASP:HB3 2.16 0.45
22:0:141:ASN:O 22:0:142:ASP:HB2 2.15 0.45
22:0:371:VAL:C 22:0:374:ASN:HB3 2.41 0.45
23:P:164:GLN:OE1 23:P:176:LYS:NZ 2.29 0.45
24:Q:55:GLU:HG3 24:Q:96:VAL:HG11 1.97 0.45
24:Q:145:HIS:ND1 24:Q:153:ASP:HB3 2.31 0.45
24:Q:240:PHE:HA 24:Q:265:MET:SD 2.56 0.45
25:R:39:SER:OG 25:R:42:GLN:N 2.41 0.45
25:R:134: TRP:CE3 25:R:137:LEU:HD23 2.51 0.45
25:R:191:LEU:HG 25:R:210: TYR:CD1 2.52 0.45
25:R:350:LEU:CD2 25:R:365:ASP:CG 2.70 0.45
25:R:384:VAL:HG11 26:S:403:SER:HB3 1.99 0.45
26:S:307:LEU:O 26:S:311:GLN:HG2 2.16 0.45
26:S:320:ILE:O 26:S:323:LEU:N 2.50 0.45
26:5:383:LEU:HA 26:S:386:ASN:ND2 2.32 0.45
26:5:385:SER:C 26:5:389:LYS:HZ3 2.25 0.45
26:5:458: GLN:NE2 28:U:270:ASN:O 2.50 0.45
27:T:68:ALA:O 27:T:72: THR:N 2.39 0.45
27:T:131:LYS:HB3 27:T:134:LYS:HB3 1.99 0.45
28:U:120:LEU:HB3 28:U:137:TYR:HB2 1.98 0.45
28:U:230:GLN:HA 28:U:233:PHE:CE2 2.52 0.45
29:V:53:MET:O 29:V:105:VAL:HG22 2.16 0.45
29:V:185:ILE:HG13 29:V:186:GLN:N 2.31 0.45
30:W:150:ASN:O 30:W:152:GLU:HG3 2.15 0.45
9:b:200:VAL:HG11 9:b:204:PHE:HB2 1.98 0.45
10:¢:11: THR:O 11:d:127:ARG:HD3 2.16 0.45
11:d:79:ASN:O 11:d:83:ARG:HG3 2.16 0.45
13:£:196:ALA:O 13:£:199:GLN:N 2.47 0.45
3:h:22:.1LE:HB 3:h:63:CYS:HB3 1.99 0.45
4:1:236:ARG:HA 5:j:165:GLU:HG3 1.98 0.45
5:3:135:ASP:CG 5::136:PHE:N 2.74 0.45
5:3:178:ASP:OD1 5:3:179:ALA:N 2.50 0.45
1:1:200:ILE:O 1:1:204:ARG:HG3 2.16 0.45
2:2:81:ASN:O 2:2:233:ILE:HG21 2.16 0.45
5:5:178:ASP:0OD1 5:5:179:ALA:N 2.50 0.45
6:6:129:PRO:HB2 6:6:130: TYR:CD2 2.52 0.45
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6:6:179:VAL:H 6:6:196:GLN:NE2 2.13 0.45
7:7:87:ILE:HB 7:7:255:VAL:HB 1.98 0.45
7:7:93:SER:HA 7:7:106:VAL:O 2.16 0.45
7:7:210:PHE:CZ 6:k:138:PHE:HA 2.51 0.45
2:9:136:ARG:HH21 2:9:141:ASN:CG 2.23 0.45
8:A:39:ASN:OD1 8:A:173:PRO:HG2 2.16 0.45
9:B:148:TYR:CE1 9:B:158:PRO:HB3 2.47 0.45
12:E:73:HIS:CD2 12:E:106:ASP:HB3 2.51 0.45
12:E:179:ALA:O 12:E:183:LEU:HG 2.16 0.45
13:F:156:LEU:HD23 14:G:59:LEU:HA 1.98 0.45
14:G:33:ASN:HA 14:G:167:LYS:NZ 2.31 0.45
15:H:147:1ILE:HD12 15:H:156:VAL:HA 1.98 0.45
15:H:331:ARG:NH2 20:M:248:ALA:HB3 2.31 0.45
15:H:398:VAL:C 15:H:437:VAL:HB 2.41 0.45
16:1:398: LEU:HA 16:1:438:VAL:H 1.81 0.45
17:J:49:ASN:O 17:J:50:ALA:C 2.60 0.45
18:K:213:GLY:N 18:K:219:LYS:NZ 2.65 0.45
18:K:244:HIS:CE1 18:K:250: GLY:HA2 2.44 0.45
18:K:246: TYR:C 18:K:248:GLY:N 2.73 0.45
18:K:255:ARG:O 18:K:258:PHE:HB3 2.16 0.45
19:1:221:TYR:OH 19:1.:348:GLU:HB3 2.16 0.45
20:M:145:LEU:HD12 20:M:160:PRO:O 2.16 0.45
22:0:99:LEU:HD12 22:0:132:GLU:CB 2.47 0.45
23:P:167:THR:OG1 23:P:168:TYR:N 2.46 0.45
23:P:266: TYR:CE1 23:P:322:LEU:O 2.69 0.45
23:P:408:SER.:C 23:P:410:GLN:H 2.24 0.45
25:R:232:VAL:O 25:R:235:LEU:HG 2.15 0.45
25:R:251: THR:O 25:R:255:VAL:HG23 2.17 0.45
25:R:254:SER:OG 25:R:289:ILE:HD12 2.17 0.45
26:S:210:LEU:HD12 26:S:214:MET:HE3 1.99 0.45
26:S:368:LYS:0O 26:S:371:LEU:HB2 2.16 0.45
26:S:434:ALA:CB 26:S:445: THR:HA 2.46 0.45
27:T:28:PRO:O 27:T:31:LYS:HB3 2.15 0.45
28:U:269: THR:O 28:U:273:LEU:HG 2.16 0.45
28:U:298:ASN:HA 28:U:301:ILE:HD12 1.97 0.45
30:W:170:HIS:CG 30:W:171:LEU:N 2.84 0.45
31:X:11:ARG:HD3 31:X:103:GLU:HG3 1.99 0.45
31:X:66:LEU:HD21 31:X:97:'TYR:CD1 2.51 0.45
33:7:353:VAL:O 33:72:357:ILE:HG13 2.15 0.45
33:7:361:HIS:CD2 33:7:364:ASN:ND2 2.85 0.45
33:7:503:ASP:O 33:7:506:LEU:HB3 2.16 0.45
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8:a:29:GLU:O 8:a:32:PHE:HB2 2.17 0.45
10:c:47:ALA:HB2 10:¢:213:PHE:CD1 2.52 0.45
10:¢:125:HIS:CB 11:d:126:VAL:HG12 2.47 0.45
10:¢:209:ASP:N 10:¢:209:ASP:OD1 2.48 0.45
11:d:11:PHE:CD1 12:e:27:SER:HA 2.51 0.45
11:d:37:LYS:HB2 11:d:145:PRO:CB 2.45 0.45
12::219:LEU:HD12 12:€:236: THR:HG23 1.98 0.45
13:£:50:LYS:HG3 13:£:212:SER:HB2 1.98 0.45
14:g:13:SER:HB3 14:2:126:TYR:CA 2.46 0.45
4:1:91:ASN:O 4:1:95:HIS:N 2.36 0.45
4:1:115:HIS:CE1 4:1:119:TYR:CE2 3.05 0.45
4:1:133:ASP:N 4:1:136:GLY:O 2.45 0.45
5:3:85:GLU:H 5:j:85:GLU:CD 2.19 0.45
5:5:37:SER:HB3 5:5:40:PHE:HB2 1.98 0.45
1:8:68:ASN:OD1 1:8:226:VAL:HG13 2.16 0.45
9:B:9:LEU:HD12 9:B:127:VAL:O 2.16 0.45
9:B:190:HIS:CD2 9:B:194:LEU:HD11 2.52 0.45
10:C:73:ILE:HD11 10:C:108:VAL:HA 1.98 0.45
10:C:141:ASP:OD1 10:C:144:TYR:N 2.50 0.45
10:C:242: THR.:C 10:C:244:1LE:H 2.24 0.45
14:G:78:TYR:HB3 14:G:136: THR:OG1 2.17 0.45
15:H:77:ALA:HB3 15:H:170:GLU:HB3 1.99 0.45
15:H:105:1ILE:O 15:H:144:LYS:N 2.50 0.45
15:H:213:GLY:HA3 15:H:388:ILE:CG1 2.47 0.45
15:H:252:PRO:C 15:H:254: THR:N 2.72 0.45
16:1:157:VAL:CG2 16:1:183:ILE:HG13 2.46 0.45
16:1:248:LEU:HB2 16:1:354:ALA:HA 1.97 0.45
16:1:317:LYS:HA 16:1:330:GLN:HE21 1.82 0.45
17:J:34:ILE:CG2 18:K:58:TYR:HB3 2.43 0.45
17:J:122:LEU:HD23 17:J:122:LEU:HA 1.72 0.45
17:J:187:LEU:CB 17:J:293:ALA:HB1 2.38 0.45
18:K:52:LYS:HG3 21:N:155:GLY:HA3 1.98 0.45
18:K:174:VAL:HG21 18:K:218:GLY:HA3 1.97 0.45
19:1.:369:LYS:C 19:1:409:HIS:HA 2.42 0.45
20:M:289:LYS:HG3 20:M:290:ARG:O 2.16 0.45
21:N:171:LYS:HA 21:N:174:LEU:HD13 1.97 0.45
21:N:497:ALA:O 21:N:501:MET:N 2.30 0.45
22:0:222:LEU:HD21 | 22:0:254:.LEU:HD13 1.99 0.45
23:P:210:ASN:O 23:P:212:LYS:N 2.50 0.45
23:P:263:HIS:C 23:P:266:TYR:HB3 2.41 0.45
24:Q:416:VAL:HB 25:R:406:GLN:OE1 2.16 0.45
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25:R:174:ILE:CG2 25:R:190:LYS:HD3 2.47 0.45
25:R:215:GLY:HA2 25:R:227:ALA:CB 2.47 0.45
25:R:309:LEU:CD2 32:Y:72:ASP:HB2 2.47 0.45
26:S:229: THR:HA 26:S:232:MET:HE2 1.99 0.45
26:S:310:LEU:O 26:S:313:SER:HB2 2.17 0.45
26:S:338:MET:HG2 26:S:342:LEU:N 2.30 0.45
26:S:437:ASN:O 26:5:441:GLY:N 2.49 0.45
27:T:174:PHE:O 27:T:174:PHE:CG 2.70 0.45
28:U:122:ILE:HB 28:U:135:ASP:HB2 1.98 0.45
28:U:294:ASN:HA 28:U:297:GLN:OE1 2.17 0.45
33:7:246:CYS:O 33:7:250:VAL:HG23 2.17 0.45
33:7:269:TYR:OH 33:7:296:SER:HA 2.17 0.45
33:7:318:LYS:HD2 33:7:876:VAL:HB 1.99 0.45
33:7:604:GLY:C 33:7:606:CYS:H 2.25 0.45
33:7:740:VAL:CG1 33:7:772:1LE:HG13 2.46 0.45
33:Z:765:MET:SD 33:2:777:PRO:HD3 2.56 0.45
33:7Z:808:SER:HA 33:Z:811:SER:HB3 1.98 0.45
33:7:917:ASN:CG 33:7:918:ASP:N 2.74 0.45
8:a:43:LEU:HD11 8:a:206:ALA:HB1 1.99 0.45
10:¢:35:ALA:O 10:¢:165:VAL:N 2.41 0.45
11:d:90:ARG:NH1 6:k:70:ARG:HA 2.32 0.45
12:e:201:LEU:HD13 12:¢:219:LEU:HD11 1.99 0.45
12:€:222:ILE:HG13 12:€:227:GLY:C 2.40 0.45
13:f:43:HIS:HA 13:£:217:GLY:HA2 1.98 0.45
14:¢:20:ARG:HH21 14:¢:25:GLU:CD 2.24 0.45
3:h:37:SER:HB2 3:h:49:VAL:C 2.41 0.45
3:h:72:GLN:NE2 4:1:148: THR:O 2.40 0.45
3:h:185:ASP:0OD1 3:h:186:GLY:N 2.49 0.45
4:1:81:THR:O 4:1:85:THR:OG1 2.29 0.45
6:k:16:ALA:HA 6:k:180:ILE:O 2.17 0.45
6:k:50:ALA:HB1 7:1:195: THR:OG1 2.16 0.45
4:4:89:GLY:HA2 4:4:92:1LE:HB 1.98 0.45
6:6:40:PRO:HG2 6:6:74:GLU:OFE1 2.17 0.45
7:7:84:GLN:HA 7:7:221: TRP:CE2 2.51 0.45
1:8:114:HIS:CE1 12:E:102: TYR:HD1 2.35 0.45
1:8:200:ILE:O 1:8:204:ARG:HG3 2.15 0.45
2:9:96:ILE:HA 2:9:99:LEU:HD12 1.98 0.45
8:A:91:ARG:HH12 14:G:157:TYR:N 2.03 0.45
10:C:15:PRO:HA 11:D:22: TYR:CZ 2.52 0.45
11:D:79:ASN:O 11:D:83:ARG:HG3 2.16 0.45
12:E:18:GLU:OE1 12:E:18:GLU:N 2.49 0.45
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13:F:159: THR:OG1 13:F:160:ALA:N 2.50 0.45
14:G:44:ASP:0OD1 14:G:45:GLY:N 2.50 0.45
14:G:166:GLY:O 14:G:169:ARG:NH1 2.42 0.45
15:H:283: TYR:HB3 20:M:254:MET:CG 2.46 0.45
15:H:420:ARG:HD2 16:1:370:ARG:NH2 2.31 0.45
17:J:76:ILE:HD11 17:J:87:LYS:CB 2.47 0.45
18:K:85:GLU:HA 18:K:88:ARG:HB2 1.99 0.45
18:K:121:ARG:HD3 18:K:121:ARG:HA 1.80 0.45
18:K:128:ARG:HH11 29:V:272:GLY:C 2.24 0.45
18:K:265:ALA:HB1 18:K:311:ASN:CB 2.46 0.45
18:K:266:PRO:CA 18:K:311:ASN:HB3 2.37 0.45
19:L:74.LEU:HB2 20:M:15:ASP:0D2 2.17 0.45
19:L:109:MET:HB2 19:L:109:MET:HE3 1.69 0.45
20:M:148:VAL:HG22 20:M:155:ILE:HA 1.99 0.45
20:M:353:SER:O 20:M:357:ARG:HG3 2.16 0.45
21:N:50:TYR:HA 21:N:58:ARG:HD2 1.99 0.45
21:N:313:LEU:HA 21:N:316:LYS:HB3 1.99 0.45
21:N:362: TRP:CZ2 21:N:742: TRP:HH2 2.35 0.45
23:P:123:ARG:HB2 23:P:129:LYS:HG2 1.98 0.45
23:P:160:LEU:HD11 23:P:179:PHE:HB3 1.98 0.45
23:P:218:LEU:HD23 23:P:221:TYR:CD2 2.52 0.45
24:QQ:269:LYS:HA 24:QQ:272:LEU:HB3 1.98 0.45
24:QQ:308:ASN:C 24:QQ:349:LYS:HG3 2.42 0.45
24:Q:315:ASN:0OD1 24:Q:339:TYR:CZ 2.69 0.45
25:R:130:GLN:HG2 25:R:134:TRP:HE1 1.81 0.45
25:R:207:ARG:O 25:R:210: TYR:HB3 2.16 0.45
25:R:289:ILE:O 25:R:293:THR:0G1 2.23 0.45
26:S:15:VAL:O 26:S:18:LEU:HB2 2.16 0.45
26:S:17:ASP:O 26:S:21:SER:N 2.50 0.45
26:S:404:LEU:HB2 26:S5:441:GLY:O 2.16 0.45
29:V:87:PHE:O 29:V:90:LYS:HB2 2.16 0.45
30:W:12:ASN:ND2 30:W:79:THR:HB 2.27 0.45
33:7:256:LEU:N 33:7:257:PRO:HD2 2.32 0.45
33:7:330:ILE:HG12 33:7:339:PHE:CE1 2.52 0.45
33:7:342:LEU:CB 33:7:344:LYS:H 2.29 0.45
33:7Z:506:LEU:O 33:7:509:LEU:N 2.49 0.45
33:7:585:LEU:HD21 33:7:599:ILE:O 2.16 0.45
33:7:818:CYS:HB2 33:7:830:LEU:HD21 1.98 0.45
8:a:133:TYR:HD2 14:2:126: TYR:CE2 2.34 0.45
8:a:245:LEU:O 8:a:248:.ILE:HG13 2.17 0.45
10:¢:106:ILE:HD11 10:¢:110:ILE:HG22 1.99 0.45
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10:¢:213:PHE:HB3 10:¢:235:ILE:HG12 1.98 0.45
11:d:109:LEU:O 11:d:112:TYR:HB3 2.17 0.45
11:d:197:ARG:O 11:d:201:GLU:HG2 2.16 0.45
13:f:6: TYR:HB3 13:f:20:PHE:HE2 1.82 0.45
13:£:33:SER:O 13:£:162: GLY:HA3 2.17 0.45
13:f:43:HIS:CE1 13:£:184:GLY:HA2 2.50 0.45
3:h:122:ASP:N 3:h:126:LYS:O 2.40 0.45
4:1:116:LEU:O 4:1:119:TYR:N 2.42 0.45
4:1:170:HIS:HB2 4:1:183:LEU:HD13 1.97 0.45
7:1:179: TYR:CD2 7:1:185:PRO:HG3 2.52 0.45
7:1:220:LYS:H 7:1:223:LEU:HD13 1.81 0.45
3:3:121:TYR:HB2 3:3:197.LEU:HB3 1.98 0.45
3:3:185:ASP:HB3 3:3:188:SER:HB2 1.98 0.45
5:5:135:ASP:CG 5:5:136:PHE:N 2.74 0.45
6:6:83:PHE:HB2 10:C:102:TYR:CE1 2.52 0.45
6:6:173:PRO:HD3 6:k:25:1LE:O 2.16 0.45
2:9:254:PHE:HA 2:9:256:LYS:HZ3 1.82 0.45
8:A:29:GLU:O 8:A:32:PHE:HB2 2.17 0.45
10:C:148:LEU:HB3 10:C:160: TRP:O 2.17 0.45
11:D:138:PHE:HE1 11:D:145:PRO:HA 1.79 0.45
12:E:15:PHE:HZ 13:F:127:PRO:O 2.00 0.45
12:E:47:-VAL:C 12:E:48:LEU:HD12 2.42 0.45
13:F:171:TYR:CD2 13:F:196:ALA:HA 2.52 0.45
16:1:284:LEU:HA 16:1:328:GLU:OE1 2.17 0.45
17:J:71:TYR:O 17:J:115:LEU:N 2.26 0.45
18:K:134:SER:O 18:K:259:ARG:CZ 2.64 0.45
18:K:344:ARG:HB2 18:K:349:ARG:NE 2.32 0.45
18:K:349:ARG:NH2 18:K:378:LEU:N 2.64 0.45
19:1:421:LYS:HE2 20:M:345:ARG:NH1 2.19 0.45
21:N:15:GLU:OE2 27:T:80:ASN:HB3 2.17 0.45
21:N:134:THR:O 21:N:137:PHE:HB3 2.17 0.45
21:N:252:GLY:HA2 21:N:255:ALA:HB3 1.99 0.45
21:N:535:LEU:HA 21:N:538:LYS:HD2 1.97 0.45
21:N:649:VAL:HB 21:N:652:VAL:CG2 2.46 0.45
22:0:297:1ILE:HG21 22:0:354:GLN:HG2 1.98 0.45
22:0:350:1ILE:HG22 22:0:351:SER:N 2.32 0.45
22:0:384¢:MET:CG 28:U:190:LEU:HB2 2.46 0.45
23:P:163:LEU:HA 23:P:167:THR:CG2 2.47 0.45
23:P:323:ASN:O 23:P:337:HIS:CE1 2.67 0.45
24:QQ:145:HIS:HB3 24:QQ:150:GLN:HB2 1.98 0.45
24:Q:212: THR:HG22 | 24:Q:249:LEU:HD11 1.99 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
24:Q:216:ALA:HB1 24:Q:246:TYR:CE2 2.51 0.45
24:Q:351:1ILE:HD12 24:QQ:352:GLU:0OE2 2.16 0.45
24:QQ:404:ASN:ND2 25:R:393:PRO:CG 2.76 0.45
25:R:31:PHE:CZ 25:R:35:GLN:HG3 2.52 0.45
25:R:75:GLY:C 25:R:92:ILE:HG21 2.41 0.45
25:R:240:SER:OG 25:R:243:LEU:N 2.50 0.45
25:R:259:PHE:CZ 25:R:329:PHE:HA 2.52 0.45
26:S:212:SER:O 26:S:216:LYS:HG3 2.17 0.45
26:S:330:LEU:O 26:S:333:PHE:N 2.49 0.45
26:5:396:SER:C 26:5:398: THR:H 2.23 0.45
26:S:397:LEU:O 26:S:445: THR:OG1 2.34 0.45
26:5:454:SER:O 26:5:457:PRO:HD2 2.17 0.45
27:T:32:ILE:O 27:T:35:1ILE:HB 2.16 0.45
27:T:82:PHE:CZ 27:T:106:ILE:HB 2.52 0.45
27:T:187:ASP:O 27:T:190:ALA:HB3 2.16 0.45
28:U:39:GLY:HA3 28:U:47:ARG:O 2.16 0.45
30:W:126:1LE:HA 30:W:129:ALA:HB3 1.99 0.45
31:X:85:ARG:N 31:X:101:LEU:HD22 2.32 0.45
33:72:212:LEU:C 33:7:215:ASN:H 2.24 0.45
33:7:275:GLN:HG3 33:7:278: LEU:HD22 1.89 0.45
33:7:341:TYR:HA 33:7:345:GLU:OE1 2.16 0.45
33:7:342:LEU:HD13 33:7:344:LYS:HD3 1.98 0.45
10:¢:120:GLN:NE2 11:d:81:ASP:HA 2.32 0.45
11:d:6:ARG:HA 12:€:125:GLU:CD 2.41 0.45
11:d:116:VAL:HA 11:d:119:ARG:NH1 2.32 0.45
13:£:34:VAL:HG23 13:£:165:SER:HB3 1.98 0.45
13:£:49:LEU.CD1 13:£:210:ASN:HB3 2.47 0.45
13:£:121:GLN:HB2 14:2:130:ARG:NH2 2.32 0.45
14:g:33:ASN:HA 14:g:167:LYS:NZ 2.31 0.45
14:g:44:ASP:0OD1 14:g:45:GLY:N 2.50 0.45
14:¢:160: TYR:HB3 14:¢:162:GLY:O 2.16 0.45
14:¢:218: TRP:CD1 14:¢:231:VAL:HG22 2.52 0.45
6:k:49:GLU:HB3 6:k:52:ASP:HB2 1.98 0.45
6:k:193:ASP:OD1 6:k:194:ASP:N 2.50 0.45
7:1:154:ALA:HA 7:1:157:1ILE:HD12 1.99 0.45
3:3:172:ASP:HA 3:3:175:LYS:HB3 1.99 0.45
4:4:.87:LEU:O 4:4:90:SER:HB3 2.17 0.45
4:4:116:LEU:HB3 4:4:144:ALA:O 2.16 0.45
4:4:189:GLN:O 4:4:193: TRP:HD1 1.98 0.45
5:5:98:ARG:0O 5:5:99:ARG:C 2.59 0.45
7:7:97:ALA:O 7:7:100: TRP:HB3 2.17 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
7:7:154:ALA:HA 7:7:157:1ILE:HD12 1.99 0.45
1:8:179:TYR:HE1 1:8:188:LYS:HG2 1.81 0.45
1:8:213:ARG:HH12 4:1:58:LYS:H 1.64 0.45
2:9:162:TYR:CG 2:9:163:VAL:N 2.84 0.45
9:B:34:SER:N 9:B:164:ILE:O 2.31 0.45
10:C:171:ALA:O 10:C:175:LEU:HG 2.17 0.45
12:E:15:PHE:HE2 13:F:127:PRO:HD2 1.81 0.45
12:E:78:MET:HB2 12:E:140:VAL:HG21 1.98 0.45
13:F:33:SER:O 13:F:162:GLY:HA3 2.16 0.45
14:G:20:ARG:NE 14:G:25:GLU:OE2 2.46 0.45
15:H:104:LYS:H 15:H:144:LYS:CD 2.29 0.45
15:H:244:1LYS:HB3 15:H:346:ARG:NE 2.31 0.45
15:H:298:ALA:HB1 15:H:349:1LE:HG21 1.98 0.45
16:1:244:LYS:HG2 16:1:370:ARG:HB3 1.99 0.45
18:K:69:LYS:HA 18:K:72:GLN:HB2 1.99 0.45
20:M:129:LEU:O 20:M:129:LEU:HD12 2.16 0.45
20:M:276:THR:O 20:M:322:LYS:N 2.48 0.45
21:N:261:LEU:HD11 | 21:N:270:LEU:HD13 1.98 0.45
21:N:378:ASN:O 21:N:411:ILE:HG21 2.16 0.45
21:N:423:LEU:HD23 21:N:426:ILE:HD12 1.99 0.45
21:N:515:ARG:HD3 | 21:N:738:GLN:HE22 1.80 0.45
21:N:762:ARG:HE 21:N:764:SER:HG 1.62 0.45
21:N:875:LEU:HB3 21:N:878:GLN:N 2.30 0.45
22:0:56:PRO:HD2 22:0:86:LEU:CD2 2.44 0.45
22:0:103:LYS:CB 22:0:132:GLU:CG 2.88 0.45
22:0:205:ILE:HB 22:0:209:GLU:CD 2.41 0.45
23:P:56:LYS:NZ 23:P:91:LEU:HB2 2.31 0.45
23:P:91:LEU:HD23 23:P:130:ILE:HD11 1.99 0.45
23:P:280:LEU:HD22 23:P:283:LYS:HZ1 1.81 0.45
23:P:371:LEU:HD13 23:P:379:TYR:CE2 2.52 0.45
26:S:280:ASN:O 26:S:284:LEU:N 2.50 0.45
27:T:121:LYS:O 27:T:125:GLU:N 2.48 0.45
27:T:217:THR:O 27:T:220:PHE:N 2.50 0.45
29:V:237:ASN:N 29:V:238:LEU:O 2.50 0.45
30:W:7:-VAL:HB 30:W:110:ILE:HG12 1.98 0.45
30:W:59:PRO:HB3 30:W:86:HIS:HB3 1.98 0.45
31:X:85:ARG:N 31:X:116:ALA:H 2.14 0.45
32:Y:72:ASP:N 32:Y:72:ASP:OD1 2.45 0.45
33:7:201:LEU:HB3 33:72:232:LYS:NZ 2.32 0.45
33:7:237:VAL:H 33:7:264:PHE:HZ 1.56 0.45
33:7:416:THR:OG1 33:7:449:ALA:HB3 2.17 0.45
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10:c:14:SER:CB 10:¢:18:ARG:H 2.30 0.45
11:d:192:VAL:O 11:d:195:THR:HB 2.17 0.45
12:e:21:LEU:O 12:€:25:GLU:N 2.33 0.45
12:e:70:ILE:HB 12:e:74:ILE:O 2.16 0.45
12:e:73:HIS:CD2 12:e:106:ASP:HB3 2.51 0.45
13:£:12:THR:HA 14:2:23:GLN:NE2 2.32 0.45
14:g:218:TRP:CD1 14:g:218:'TRP:N 2.84 0.45
4:1:89:GLY:HA2 4:1:92:.1LE:HB 1.98 0.45
4:1:108:ALA:O 4:1:112:LEU:HG 2.17 0.45
6:k:40:PRO:HG2 6:k:74:GLU:OE1 2.17 0.45
7:1:93:SER:HA 7:1:106:VAL:O 2.16 0.45
1:1:38:ASP:N 1:1:38:ASP:OD1 2.50 0.45
1:1:213:ARG:NH1 4:4:58:LYS:H 2.13 0.45
3:3:85:TYR:CZ 3:3:89:TYR:HB2 2.52 0.45
4:4:105:VAL:HG21 4:4:138:HIS:HB2 1.98 0.45
4:4:178:GLU:CD 4:4:178:GLU:N 2.73 0.45
5:5:50:PHE:CD1 5:5:50:PHE:N 2.85 0.45
1:8:171:ASN:HD21 5:3:169:GLN:HB3 1.82 0.45
2:9:48:LYS:HB2 2:9:158:GLN:HG2 1.99 0.45
8:A:245:LEU:O 8:A:248:1LE:HG13 2.17 0.45
12:E:70:ILE:HB 12:E:74:ILE:O 2.16 0.45
13:F:43:HIS:HA 13:F:217:GLY:HA2 1.98 0.45
14:G:218:TRP:CD1 14:G:231:VAL:HG22 2.52 0.45
15:H:184:GLU:H 15:H:184:GLU:CD 2.24 0.45
15:H:421:SER:HB3 16:1:369:GLY:N 2.31 0.45
16:1:204:PRO:CB 16:1:261:LYS:HD3 2.46 0.45
16:1:410: THR:OG1 16:1:447:LYS:NZ 2.50 0.45
17:J:188:TYR:HB3 17:J:315:GLU:CG 2.47 0.45
17:J:196: THR:HG22 17:J:200:ARG:HG3 1.99 0.45
17:J:286:LYS:C 17:J:288:.1LE:H 2.23 0.45
18:K:155:ASP:OD1 18:K:161:MET:HE3 2.17 0.45
19:L:187:THR:HA 19:L:190:ILE:HD12 1.98 0.45
19:L:253:ASP:0OD1 20:M:256:ILE:O 2.34 0.45
19:1.:419:VAL:O 19:1:423:ALA:N 2.41 0.45
20:M:260:ALA:N 20:M:304:THR:HG22 2.32 0.45
20:M:339:ARG:HD2 20:M:342:ARG:HD2 1.99 0.45
21:N:259:PHE:CD2 21:N:904:VAL:HG21 2.52 0.45
21:N:299:TYR:OH 21:N:713:VAL:HG11 2.17 0.45
21:N:317:SER:O 21:N:320:SER:HB2 2.17 0.45
21:N:345:ASP:CG 21:N:347:SER:HG 2.25 0.45
21:N:419:THR:O 21:N:422:TYR:HB3 2.17 0.45
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21:N:567:ALA:HA 21:N:570:ARG:CZ 2.47 0.45
22:0:16:MET:HA 22:0:72:LYS:HZ1 1.81 0.45
22:0:56:PRO:O 22:0:59:LEU:HB2 2.17 0.45
22:0:99:LEU:HD12 22:0:132:GLU:CA 2.45 0.45
22:0:309:SER:HA 22:0:310:PHE:HA 1.81 0.45
22:0:331:ALA:CA 22:0:337:LEU:HB2 2.47 0.45
23:P:133:GLU:C 23:P:135:GLU:N 2.73 0.45
23:P:193:TYR:CD1 23:P:193:TYR:N 2.84 0.45
24:Q:34:ASP:O 24:Q:35:SER:OG 2.35 0.45
24:QQ:35:SER:HB2 24:Q:46:VAL:O 2.16 0.45
24:Q:293:SER:O 24:Q:296:1LE:HB 2.17 0.45
24:QQ:302:VAL:CG1 24:Q:335:PHE:HE1 2.13 0.45
25:R:54:ILE:HD13 25:R:63:TYR:CE2 2.52 0.45
25:R:67:CYS:SG 25:R:94:PHE:CE1 3.10 0.45
25:R:372:ILE:CG1 25:R:381:ILE:HG21 2.47 0.45
26:S:153:GLU:N 26:S:191:HIS:CE1 2.85 0.45
27:T:15:PHE:CD1 27:T:64:VAL:HG13 2.52 0.45
27:T:191:LYS:HA 27:T:194:GLU:HB3 1.99 0.45
27:T:254:ASP:0O 27:T:257:-THR:N 2.50 0.45
29:V:29:ILE:HG22 29:V:30:SER:O 2.17 0.45
30:W:49:VAL:HG12 30:W:50:GLY:O 2.16 0.45
31:X:14:VAL:HG23 31:X:50: TRP:CG 2.52 0.45
33:7Z:205:LEU:O 33:7:209:PRO:HG2 2.17 0.45
33:72:293:MET:O 33:7:297:VAL:HG23 2.17 0.45
33:7:389:PHE:O 33:2:857:LEU:HG 2.16 0.45
33:7:524:ALA:HB1 33:72:565:PHE:CG 2.52 0.45
8:a:46:ARG:N 8:a:154:ILE:HD11 2.32 0.45
8:a:88:PRO:HB3 14:g:155:GLY:O 2.17 0.45
11:d:151:GLU:O 11:d:154:GLY:N 2.39 0.45
12:€:69:GLU:HB2 12:€:228:PHE:CD1 2.52 0.45
14:¢:35: THR:HG21 14:¢:66:LYS:HZ3 1.82 0.45
3:h:12:LYS:HE2 4:1:120:GLN:HA 1.99 0.45
3:h:72:GLN:HB3 4:1:113:LYS:NZ 2.31 0.45
7:1:84:GLN:HA 7:1:221: TRP:NE1 2.32 0.45
1:1:171:ASN:HD22 5:5:149:MET:HE1 1.81 0.45
2:2:124:TYR:CD1 13:£:99:PHE:O 2.70 0.45
3:3:185:ASP:0OD1 3:3:186:GLY:N 2.49 0.45
6:6:52:ASP:0D2 6:6:98: TYR:HA 2.18 0.45
6:6:106:GLY:N 6:6:115:GLU:O 2.50 0.45
7:7:120:MET:-HE2 7:7:128:GLN:HB2 1.99 0.45
7:7:191:ASP:0D2 7:7:193:ASP:HB2 2.17 0.45
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2:9:206:ALA:O 2:9:210:ILE:HG12 2.16 0.45
8:A:43:LEU:HD11 8:A:206:ALA:HB1 1.99 0.45
8:A:46:ARG:N 8:A:154:1LE:HD11 2.32 0.45
10:C:134:SER:OG 10:C:152:ASN:HA 2.16 0.45
10:C:184:MET:HE1 10:C:192:LEU:HD13 1.98 0.45
11:D:32:CYS:HB2 11:D:166:ARG:O 2.17 0.45
12:E:204:LEU:O 12:E:208:MET:HG3 2.17 0.45
13:F:29:ILE:O 13:F:162:GLY:HA2 2.17 0.45
13:F:81:ALA:O 13:F:85:SER:N 2.32 0.45
14:G:78:TYR:HB3 14:G:136: THR:HA 1.99 0.45
14:G:218:TRP:NE1 14:G:230:PHE:O 2.43 0.45
15:H:169:GLU:N 15:H:174:VAL:HG13 2.32 0.45
15:H:241:ASP:HB3 15:H:242:PRO:HD2 1.99 0.45
15:H:379:LEU:HD12 15:H:413:ASN:CB 2.47 0.45
16:1:222:LYS:HG3 16:1:226:GLU:CD 2.42 0.45
16:1:309:ASP:OD1 16:1:310:GLU:N 2.50 0.45
17:J:188: TYR:HB3 17:J:315:GLU:HG2 1.99 0.45
18:K:215:PRO:HD2 19:1:339:ARG:NH2 2.32 0.45
19:L:109:-MET:O 19:L:142:LYS:HG3 2.17 0.45
19:L:193:LEU:HA 19:1:196:VAL:HG12 1.99 0.45
19:L:379:ALA:O 19:1:383:SER:N 2.50 0.45
20:M:216:LYS:HG3 20:M:316:SER:O 2.17 0.45
21:N:138:GLU:O 21:N:142:GLU:HG3 2.17 0.45
21:N:192:LEU:O 21:N:195:THR:OG1 2.20 0.45
21:N:214:LEU:HD23 21:N:214:LEU:HA 1.76 0.45
21:N:444:HIS:O 21:N:448:LEU:HG 2.16 0.45
22:0:14:LEU:HA 22:0:16:MET:C 2.40 0.45
22:0:73:1ILE:HG23 30:W:17:ARG:HH22 1.81 0.45
22:0:130:ASP:0O 22:0:134:ALA:HB2 2.17 0.45
22:0:207:LEU:HA 22:0:207:LEU:HD23 1.82 0.45
22:0:257:ALA:HA 22:0:261:GLY:H 1.82 0.45
22:0:319:LEU:HD21 | 22:0:327:LEU:HD12 1.99 0.45
22:0:340:SER:HB2 23:P:357:'TYR:N 2.32 0.45
23:P:112:LEU:HD22 23:P:115:ARG:NH1 2.32 0.45
23:P:123:ARG:CG 23:P:129:LYS:HE3 2.47 0.45
23:P:131:PHE:HE2 23:P:171:MET:SD 2.40 0.45
23:P:168:TYR:CB 23:P:176:LYS:HD2 2.45 0.45
23:P:233:GLU:C 23:P:237:VAL:HG23 2.41 0.45
23:P:407:ASN:C 23:P:409:SER:N 2.73 0.45
24:QQ:63:GLN:O 24:Q:67:THR:OG1 2.26 0.45
24:QQ:109:ASP:CB 24:QQ:114:GLN:HE21 2.30 0.45
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24:Q:155:LEU:O 24:QQ:159:ASN:N 2.32 0.45
24:Q:285:LYS:O 24:Q:290:THR:N 2.45 0.45
24:QQ:336:ASN:O 24:Q:339:TYR:HB3 2.17 0.45
24:Q:409:TYR:HD2 25:R:398:ALA:O 2.00 0.45
25:R:49:PHE:HB3 25:R:53:LYS:HD2 1.99 0.45
25:R:198:ILE:CD1 25:R:200:LYS:HG2 2.41 0.45
25:R:410:LEU:O 25:R:414:LEU:HG 2.16 0.45
26:5:150:LYS:HG3 26:S:151:GLU:N 2.28 0.45
26:S:297:ILE:HG12 26:S:299:LYS:HZ2 1.81 0.45
26:S:377:TYR:CG 27:T:133:ILE:HD11 2.51 0.45
26:S:471:LEU:HB3 26:S:475: TYR:CZ 2.51 0.45
27:T:47:GLN:HB2 27:T:50:ILE:HG12 1.99 0.45
27:T:194:GLU:O 27:T:238:GLN:NE2 2.50 0.45
27:T:253:GLU:HG3 27:T:254:ASP:N 2.26 0.45
28:U:24:ARG:HD3 29:V:100:ARG:N 2.32 0.45
28:U:195:LYS:HE3 29:V:230:TYR:CA 2.47 0.45
28:U:195:LYS:HD3 29:V:233:LYS:H 1.81 0.45
29:V:106:GLY:HA3 29:V:137:VAL:HG22 1.97 0.45
30:W:104:LYS:C 30:W:106:GLN:H 2.25 0.45
33:7:305:VAL:HG11 33:7:918:ASP:HA 1.99 0.45
33:7:308:LYS:NZ 33:7:342:LEU:HD12 2.31 0.45
33:7:394:TYR:O 33:7:425:1LE:HG23 2.17 0.45
33:72:623:ARG:CZ 33:72:739:ALA:HB2 2.47 0.45
8:a:157: THR:HG22 8:a4:163:TYR:HB3 1.98 0.45
10:¢:66:LEU:HD13 10:¢:212:GLU:HB2 1.99 0.45
10:c:73:ILE:HD11 10:¢:108:VAL:HA 1.98 0.45
10:¢:149:TYR:HD1 10:¢:159:GLY:HA2 1.80 0.45
11:d:77:GLY:HA3 11:d:131:VAL:HG22 1.99 0.45
13:£:159: THR:OG1 13:£:160:ALA:N 2.50 0.45
14:g:41:LYS:HB2 14:g:148:LEU:HB2 1.99 0.45
14:2:109:ILE:HG12 14:¢:142: ASP:HB3 1.98 0.45
6:k:148:TYR:CZ 6:k:150:PRO:HA 2.52 0.45
6:k:170:LYS:HE3 6:k:171:ARG:CZ 2.47 0.45
6:k:180:ILE:HG23 6:k:191:GLN:NE2 2.31 0.45
7:1:121:ALA:HB3 7:1:173:GLY:O 2.17 0.45
7:1:172:MET:H 7:1:192:SER:CB 2.28 0.45
7:1:226:GLU:HA 7:1:229:LEU:HD12 1.98 0.45
1:1:82:ALA:O 1:1:85:LYS:HB3 2.17 0.44
3:3:59:LYS:NZ 3:3:199:ALA:HA 2.32 0.44
4:4:108:ALA:O 4:4:112:LEU:HG 2.17 0.44
6:6:37:GLN:HA 6:6:43:LEU:HD12 1.98 0.44
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7:7:123:GLY:N 7:7:171:SER:O 2.50 0.44
7:7:179:TYR:CD2 7:7:185:PRO:HG3 2.52 0.44
7:7:279:GLU:OE2 6:k:146:HIS:CE1 2.70 0.44
1:8:179:TYR:CB 1:8:185:GLY:HA2 2.47 0.44
1:8:225:ILE:HG12 1:8:232:ARG:HH21 1.83 0.44
2:9:77:PRO:HA 2:9:83:VAL:HG22 1.99 0.44
8:A:199:TRP:O 8:A:203:VAL:HG23 2.17 0.44
9:B:36:GLY:HA2 9:B:45:1LE:HA 1.99 0.44
9:B:244:ASN:HA 9:B:247:LEU:HB2 1.98 0.44
10:C:141:ASP:N 10:C:145:GLY:O 2.42 0.44
11:D:187:-THR:HG22 11:D:189:GLU:N 2.32 0.44
13:F:49:LEU:CD1 13:F:210:ASN:HB3 2.47 0.44
13:F:176:LEU:HD13 14:G:58:LEU:HD23 2.00 0.44
15:H:65:GLU:O 15:H:69:VAL:HG23 2.17 0.44
15:H:335:GLU:HG3 15:H:336:LEU:N 2.31 0.44
15:H:400:ARG:HA 15:H:400:ARG:HD3 1.77 0.44
16:1:292:ARG:O 16:1:296:LYS:HG3 2.17 0.44
17:J:64:LEU:HD21 18:K:121:ARG:HE 1.81 0.44
17:J:153:LEU:O 17:J:156:GLN:N 2.50 0.44
17:J:252:SER:O 17:J:295:ASN:ND2 2.50 0.44
18:K:400: TYR:CE2 23:P:130:ILE:C 2.95 0.44
19:1:164:ASP:CB 19:L:265:GLU:HG2 2.46 0.44
19:L:375:ASP:OD2 19:1:378:ALA:HB3 2.16 0.44
19:L:418:ALA:O 19:L:422:VAL:HG23 2.17 0.44
20:M:331:ASP:CG 20:M:332:VAL:N 2.75 0.44
21:N:6:ALA:HB2 21:N:35:LEU:HB3 1.99 0.44
21:N:180:SER:O 21:N:184:LYS:HG3 2.17 0.44
22:0:45:LEU:HA 22:0:48:PHE:HB2 1.99 0.44
22:0:85:SER:O 22:0:88:ASP:HB2 2.17 0.44
22:0:152:ASP:HA 22:0:155:LYS:HB3 1.99 0.44
22:0:294:-MET:HG2 22:0:356:ARG:HD2 1.08 0.44
23:P:125:VAL:HG23 23:P:126:THR:H 1.82 0.44
23:P:168:TYR:O 23:P:176:LYS:NZ 2.50 0.44
23:P:238:ALA:HA 23:P:241:LEU:HB2 1.99 0.44
23:P:280:LEU:HD22 23:P:283:LYS:HZ3 1.80 0.44
23:P:415:TRP:0O 23:P:419:VAL:N 2.41 0.44
24:Q:430:ALA:CA 28:U:297:GLN:HE21 2.29 0.44
25:R:24:TYR:HB2 25:R:242:GLU:C 2.41 0.44
25:R:329:PHE:O 25:R:333:MET:N 2.43 0.44
27:T:196:SER:HB2 27:T:197:TYR:CE2 2.52 0.44
28:U:55:PRO:HB2 28:U:72:TYR:OH 2.18 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
28:U:174:LEU:HD21 | 29:V:210:THR:HG23 1.98 0.44
29:V:230: TYR:HB3 29:V:234:GLU:OE2 2.17 0.44
30:W:143:ASN:HD21 30:W:149:GLN:H 1.65 0.44
33:7:221:VAL:O 33:72:225:LEU:HG 2.17 0.44
33:7:304:PRO:HB3 33:7:342:LEU:HD11 1.99 0.44
33:7:311:ALA:HA 33:7:341:TYR:OH 2.17 0.44
33:7:321:PHE:CE1 33:7:331:GLY:HA2 2.52 0.44
8:a:199: TRP:0O 8:a:203:VAL:HG23 2.18 0.44
9:b:139:HIS:HB2 9:b:145:PHE:CD1 2.52 0.44
10:c:144: TYR:HB2 10:¢:147:GLN:NE2 2.24 0.44
13:f:144:LEU:HB3 13:f:156:LEU:O 2.17 0.44
14:¢:147:HIS:HB3 14:¢:149:TYR:CZ 2.52 0.44
3:h:33:LEU:HD11 3:h:119:ALA:HB3 1.99 0.44
4:1:163:ALA:HB1 4:1:187:ALA:HB1 1.99 0.44
6:k:120:ASP:0D2 6:k:122: LEU:HB2 2.17 0.44
1:1:133:LEU:HD22 1:1:137:GLY:O 2.17 0.44
2:2:49:TYR:N 2:2:52:GLY:O 2.45 0.44
2:2:206:ALA:O 2:2:210:ILE:HG12 2.16 0.44
2:2:220:ARG:NE 4:4:164:MET:SD 2.90 0.44
4:4:115:HIS:CE1 4:4:119:TYR:CE2 3.05 0.44
7:7:121:ALA:HB3 7:7:173:GLY:O 2.17 0.44
7:7:179:TYR:HA 7:7:184:GLY:O 2.18 0.44
7:7:197:LEU:HD23 7:7:197.LEU:HA 1.81 0.44
2:9:188:LEU:O 2:9:192:VAL:N 2.43 0.44
8:A:87:ILE:N 8:A:88:PRO:HD2 2.32 0.44
9:B:81:ASP:0D2 9:B:131:GLY:N 2.39 0.44
9:B:151:ASP:HB2 9:B:153:SER:OG 2.18 0.44
11:D:41:CYS:HA 11:D:138:PHE:HZ 1.82 0.44
11:D:116:VAL:HA 11:D:119:ARG:NH1 2.32 0.44
12:E:69:GLU:HB2 12:E:228:PHE:CD1 2.52 0.44
12:E:88:-MET:O 12:E:92:ALA:N 2.28 0.44
12:E:171:ALA:O 12:E:176:SER:HB2 2.18 0.44
12:E:219:LEU:HD12 | 12:E:236:THR:HG23 1.98 0.44
15:H:69:VAL:HG13 16:1:180: THR:CG2 2.48 0.44
15:H:253:GLY:H 15:H:256:LYS:HB3 1.82 0.44
15:H:417:ALA:CB 16:1:367:ARG:HE 2.30 0.44
16:1:208: TYR:HE1 16:1:266: GLN:OE1 2.00 0.44
16:1:226:GLU:HA 16:1:267: THR:HG22 2.00 0.44
16:1:275:VAL:HB 16:1:278:GLU:HG3 1.98 0.44
16:1:282:LYS:CB 17:J:221:LYS:HA 2.37 0.44
17:J:155:LYS:O 17:J:159:GLU:HG2 2.17 0.44
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19:L:289:ARG:HB2 19:1.:334:ASP:HA 1.99 0.44
21:N:344:THR:N 21:N:374:ILE:O 2.43 0.44
21:N:738:GLN:HB3 21:N:741:TYR:HB2 1.99 0.44
22:0:73:ILE:HD12 22:0:73:ILE:H 1.81 0.44
22:0:162:SER:OG 22:0:164:PRO:HD2 2.17 0.44
22:0:215:TYR:O 22:0:219:ILE:HG12 2.17 0.44
22:0:324:VAL:HG13 22:0:328:VAL:CB 2.46 0.44
23:P:44:1L.YS:O 23:P:45:LYS:C 2.60 0.44
23:P:98:GLN:HG2 23:P:135:GLU:OE1 2.17 0.44
23:P:104:LEU:HD13 23:P:115:ARG:HA 1.99 0.44
23:P:305: THR:C 23:P:310:ARG:NH2 2.75 0.44
23:P:395:ARG:HH11 24:Q:361:HIS:C 2.25 0.44
23:P:423:LEU:HD11 29:V:239:ALA:N 2.32 0.44
24:Q:8:LEU:HB2 24:Q:50:ARG:HH12 1.81 0.44
26:S:211:ARG:O 26:S:215:-MET:N 2.32 0.44
26:S:416:GLU:C 26:S:418: THR:H 2.26 0.44
28:U:37:ILE:HG23 28:U:92:TRP:C 2.41 0.44
28:U:137:TYR:CD1 28:U:156:HIS:HB2 2.52 0.44
28:U:202:SER:O 28:U:205:LYS:HB3 2.17 0.44
29:V:186:GLN:CB 29:V:190:HIS:HD2 2.30 0.44
31:X:36:LYS:CE 31:X:49:GLU:HB2 2.47 0.44
31:X:87:PHE:HE1 31:X:121:ILE:HG21 1.82 0.44
33:7Z:170:GLU:HA 33:7:226:GLU:CB 2.47 0.44
33:72:232:LYS:HA 33:7:235:GLN:HB3 2.00 0.44
33:7:396:ASN:O 33:7:398:LYS:N 2.50 0.44
33:7:564:ARG:HG2 33:7:595:-MET:N 2.32 0.44
33:7:624:LEU:HD11 33:72:743:1ILE:HG12 1.98 0.44
33:7:958:ASN:HB2 33:7:961:GLU:OE2 2.17 0.44
8:a:80:GLY:HA3 8:a:233:PHE:CD2 2.51 0.44
8:a:133:TYR:CD1 9:b:3:ASP:CG 2.95 0.44
9:b:16:GLY:O 9:b:17:LYS:HD2 2.17 0.44
9:b:36:GLY:HA2 9:b:45:ILE:HA 1.99 0.44
10:¢:112:VAL:HG21 10:¢:149:TYR:CD2 2.51 0.44
11:d:174:PHE:O 11:d:178:ASN:ND2 2.29 0.44
12:e:72:ARG:HE 12:€:226:ASP:C 2.26 0.44
13:£:117:GLN:HG2 14:g:87:HIS:HB2 1.98 0.44
3:h:23:MET:HB2 3:h:145:ILE:HG22 1.99 0.44
3:h:145:ILE:HD11 3:h:154:TYR:CD1 2.52 0.44
4::162:ALA:HB1 4:1:190:ALA:HB1 1.99 0.44
6:k:41:HIS:N 6:k:74:GLU:OE2 2.31 0.44
6:k:96:ARG:CZ 7:1:166:LYS:HB3 2.46 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
7:1:.87:ILE:HB 7:1:255:VAL:HB 1.98 0.44
7:1:151:VAL:HG12 7:1:188: TYR:CD2 2.52 0.44
1:1:174:ASN:O 1:1:191:LEU:HD21 2.17 0.44
6:6:7:ILE:HD13 6:6:130: TYR:HB3 1.98 0.44
6:6:165:VAL:HG21 6:6:195:PHE:CE2 2.52 0.44
7:7:144:ARG:HD3 12:E:90:GLU:OE2 2.18 0.44
7:7:273: TRP:CZ2 5:3:201:LYS:HG3 2.52 0.44
1:8:96:PHE:HB3 13:F:89:ARG:NH1 2.32 0.44
8:A:20:SER:OG 8:A:24:ARG:N 2.50 0.44
9:B:16:GLY:O 9:B:17:LYS:HD2 2.17 0.44
11:D:37:LYS:HD2 11:D:145:PRO:HB2 2.00 0.44
12:E:208:MET:SD 12:E:212:LEU:HD12 2.58 0.44
14:G:147:HIS:HB3 14:G:149:TYR:CZ 2.52 0.44
14:G:218:TRP:CD1 14:G:218:TRP:N 2.84 0.44
15:H:47:ALA:HB3 33:7:622:HIS:NE2 2.32 0.44
15:H:68:GLY:HA2 15:H:71:GLU:OE1 2.17 0.44
15:H:225:VAL:HA 15:H:350:LYS:HE3 1.98 0.44
15:H:362:ASP:O 15:H:365:LEU:N 2.47 0.44
16:1:280:ILE:C 16:1:281:GLN:CD 2.86 0.44
16:1:385:LYS:NZ 16:1:413:ASP:HA 2.32 0.44
17:J:170:HIS:CG 17:J:173:LEU:HG 2.53 0.44
17:J:269:GLN:O 17:J:272:MET:HB2 2.16 0.44
17:J:339:ARG:CZ 25:R:236:ALA:HB1 2.47 0.44
18:K:340:PHE:CD1 18:K:340:PHE:O 2.71 0.44
18:K:392:LEU:O 18:K:396:ARG:HG3 2.17 0.44
19:L:108:VAL:HB 19:L:141:LYS:O 2.18 0.44
19:L:109:MET:SD 19:L:126:ARG:CZ 3.05 0.44
19:L:113:SER:N 19:1:116:LYS:HB2 2.32 0.44
21:N:360:GLN:O 21:N:363:ALA:N 2.50 0.44
21:N:362: TRP:HD1 29:V:165:ILE:C 2.26 0.44
21:N:379:LEU:HA 21:N:412:TYR:CE1 2.48 0.44
21:N:469:VAL:HA 21:N:472:ASN:HD22 1.82 0.44
21:N:504:TYR:HD1 21:N:508: THR:CG2 2.31 0.44
21:N:526:TYR:C 21:N:528:ARG:H 2.25 0.44
22:0:45:LEU:HD21 30:W:14:GLU:CD 2.43 0.44
23:P:48:GLN:HG3 23:P:85:LYS:HG2 1.99 0.44
23:P:77:GLU:O 23:P:81:LEU:HG 2.17 0.44
23:P:220: TYR:CE2 23:P:224:LEU:HB2 2.52 0.44
23:P:267:PHE:CD1 23:P:270:LEU:HD12 2.51 0.44
23:P:272:PRO:HA 23:P:344:ARG:HD3 2.00 0.44
24:Q:138:SER:HB3 24:Q:157:LEU:HD11 1.99 0.44
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24:QQ:219:ASP:HB3 24:Q:238:TYR:O 2.17 0.44
24:Q:358:GLU:CD 24:QQ:360:SER:HB2 2.42 0.44
25:R:121:GLU:HG2 25:R:130:GLN:NE2 2.32 0.44
25:R:169:ASP:HA 25:R:172:LEU:HB2 2.00 0.44
25:R:395:ASN:C 25:R:397:ASN:HD22 2.24 0.44
26:S:153:GLU:HA 26:S:156: VAL:CG2 2.48 0.44
27:T:28:PRO:O 27:T:32:ILE:HG13 2.17 0.44
27:T:47:GLN:HG3 27:T:50:ILE:HD13 1.99 0.44
28:U:66: TRP:HE1 28:U:105:LYS:CE 2.31 0.44
28:U:114: THR:HB 28:U:118:PRO:HD3 2.00 0.44
28:U:300:LYS:O 28:U:304:GLN:HB2 2.17 0.44
29:V:67:ASP:CG 29:V:68:VAL:H 2.25 0.44
29:V:117:-TRP:HA 29:V:156:PHE:CE2 2.52 0.44
29:V:142:ASP:CG 29:V:145:GLN:H 2.26 0.44
30:W:61:VAL:HG11 30:W:64:THR:HG22 2.00 0.44
30:W:179:ARG:HB3 30:W:184:ASN:ND2 2.33 0.44
31:X:62:ASP:0OD1 31:X:63:PRO:HD2 2.17 0.44
31:X:77:PRO:O 31:X:78:ILE:HB 2.16 0.44
31:X:105:ASN:HB2 31:X:117:LYS:HD3 1.99 0.44
33:7:112:LYS:HE3 33:7:140:LEU:O 2.18 0.44
33:7:123:ALA:CA 33:7:126:TYR:HB3 2.48 0.44
33:7:221:VAL:O 33:7:224:LEU:N 2.51 0.44
33:7:328:ASP:0OD1 33:7:332:ASN:ND2 2.50 0.44
33:7:381:LEU:HB3 33:7:846:PHE:HE1 1.83 0.44
33:7:390:LEU:HA 33:7Z:857:LEU:HA 1.99 0.44
33:7:758:LEU:HD23 33:7:759:ARG:N 2.32 0.44
33:7:784:SER:HG 33:7:788:PRO:HB3 1.82 0.44
33:7:915:ALA:HB1 33:7:983:LEU:HD11 1.99 0.44
8:a:63:LEU:HD22 14:g:176:LEU:HB3 1.99 0.44
9:b:151:ASP:HB2 9:b:153:SER:OG 2.18 0.44
10:c:36:ILE:HA 10:c:164:SER:HA 2.00 0.44
12:e:18:GLU:OE1 12:€:18:GLU:N 2.49 0.44
13:£:29:ILE:O 13:£:162: GLY:HA2 2.17 0.44
13:£:96:SER:O 13:£:100:ASN:HA 2.18 0.44
13:£:114:ASP:O 13:£:117:GLN:HB3 2.18 0.44
4:1:201:ASN:HB3 4:1:221: THR:HG22 2.00 0.44
6:k:7:ILE:HD13 6:k:130: TYR:HB3 1.98 0.44
6:k:67:TYR:HA 6:k:70:ARG:NH1 2.32 0.44
6:k:142:SER:O 6:k:146:HIS:N 2.44 0.44
7:1:123:GLY:N 7:1:171:SER:O 2.50 0.44
1:1:179:TYR:CB 1:1:185:GLY:HA2 2.47 0.44
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3:3:26: THR:HG22 3:3:31:VAL:HB 2.00 0.44
4:4:163:ALA:HB1 4:4:187:ALA:HB1 1.99 0.44
6:6:67:TYR:O 6:6:70:ARG:HB3 2.17 0.44
6:6:67: TYR:CD2 6:6:75:LEU:HD11 2.53 0.44
6:6:120:ASP:0D2 6:6:122:LEU:HB2 2.17 0.44
6:6:148:TYR:CZ 6:6:150:PRO:HA 2.52 0.44
7:7:94:ARG:NH2 7:7:247:GLY:HA3 2.33 0.44
7:7:226:GLU:HA 7:7:229:LEU:HD12 1.98 0.44
1:8:213:ARG:NH1 4:1:58:LYS:H 2.15 0.44
9:B:200:VAL:HG11 9:B:204:PHE:HB2 1.98 0.44
9:B:242:GLU:O 9:B:245:ASP:HB2 2.17 0.44
11:D:77:GLY:HA3 11:D:131:VAL:HG22 1.99 0.44
15:H:206:VAL:O 15:H:262:ALA:HA 2.16 0.44
15:H:277:SER:OG 16:1:335:GLU:HB2 2.18 0.44
16:1:146:ILE:HG22 16:1:156: TYR:HD1 1.83 0.44
16:1:277:SER:HB3 17:J:267:GLU:HG3 2.00 0.44
16:1:283:TYR:C 17:J:223:.1ILE:HD11 2.41 0.44
17:J:72:VAL:N 18:K:118:TYR:HD1 2.14 0.44
17:J:78:ILE:HG21 17:J:107:LEU:HD12 2.00 0.44
17:J:141:LYS:HA 17:J:209:LYS:HG3 2.00 0.44
17:J:208:CYS:SG 17:J:242:PRO:HB2 2.58 0.44
19:1.:283:VAL:O 19:L:333:LEU:HD21 2.17 0.44
19:1:302:GLN:NE2 19:L:305:LEU:HD23 2.32 0.44
19:L:309:LEU:HD13 19:1:342:ARG:NH1 2.32 0.44
19:L:369:LYS:HZ3 19:1L:408:ASP:CG 2.18 0.44
21:N:50:TYR:HA 21:N:58:ARG:HB2 2.00 0.44
21:N:65:ALA:O 21:N:69:TYR:N 2.48 0.44
21:N:189:LEU:O 21:N:192:LEU:HB3 2.18 0.44
21:N:223:LEU:HD22 21:N:897:LYS:CE 2.44 0.44
21:N:352:ASN:HB3 21:N:355:TRP:H 1.83 0.44
21:N:460:ILE:HG13 21:N:461:GLU:N 2.31 0.44
21:N:733:LEU:O 21:N:737:SER:N 2.51 0.44
21:N:892:PRO:HD3 21:N:905:LEU:CD1 2.46 0.44
22:0:147:ARG:CA 22:0:150:LEU:HB3 2.47 0.44
23:P:225:VAL:O 23:P:228:SER:N 2.51 0.44
23:P:229:LEU:O 23:P:232:ARG:HG3 2.17 0.44
25:R:211:LYS:O 25:R:215:GLY:N 2.41 0.44
25:R:222:ARG:HA 25:R:224:PHE:CE2 2.53 0.44
25:R:362:ALA:O 25:R:366:ASN:ND2 2.50 0.44
25:R:379:CYS:SG 25:R:381:ILE:HB 2.57 0.44
26:S:213: THR:O 26:S:216:LYS:HB2 2.17 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
26:S:214:MET:HB3 26:S:233:LEU:HB3 2.00 0.44
26:S:214:MET:O 26:S:218:LEU:HG 2.17 0.44
26:S:233:LEU:O 26:S:236:LEU:HB3 2.17 0.44
26:S:338:MET:HA 26:S:340:LYS:N 2.31 0.44
26:5:385:SER:O 26:S:389:LYS:N 2.32 0.44
26:S:436:1ILE:HG22 26:S:437:ASN:N 2.32 0.44
28:U:58:GLU:OE2 28:U:100:ARG:NH1 2.50 0.44
28:U:140:ILE:CB 28:U:153: THR:CB 2.92 0.44
29:V:31:SER:O 29:V:34:LEU:HB3 2.18 0.44
31:X:22:ARG:HH21 31:X:78:ILE:HG23 1.82 0.44
33:7Z:306:MET:HA 33:2:973:TYR:CB 2.46 0.44
33:7:358:TYR:CD1 33:7:962:ARG:N 2.86 0.44
33:7:397:ASP:HB2 33:7:401:VAL:HG23 1.99 0.44
33:7:454:GLY:0O 33:7:457:1LE:HB 2.17 0.44
33:7:888:LEU:HD13 33:Z:901:PHE:HA 1.99 0.44
9:b:68: THR:N 9:b:71:ILE:O 2.41 0.44
9:b:93:ALA:O 9:b:97:TYR:HB3 2.18 0.44
9:b:242:GLU:O 9:b:245:ASP:HB2 2.17 0.44
9:b:243:ILE:O 9:b:247:LEU:HG 2.16 0.44
10:¢c:148:LEU:HB3 10:¢:160: TRP:O 2.17 0.44
10:¢:160: TRP:HH2 11:d:52:LEU:HD23 1.83 0.44
10:¢:186:VAL:HB 10:¢:217:ARG:HH21 1.83 0.44
11:d:12:SER:O 11:d:15:GLY:N 2.39 0.44
11:d:187:THR:HG22 11:d:189:GLU:N 2.32 0.44
13:£:69:HIS:ND1 13:£:70:MET:HB2 2.31 0.44
14:¢:35: THR:HG21 14:2:66:LYS:NZ 2.33 0.44
3:h:172:ASP:HA 3:h:175:LYS:HB3 1.99 0.44
5:j:94:SER:O 5:3:97:GLU:HB3 2.18 0.44
6:k:23:ARG:HD3 6:k:23:ARG:HA 1.73 0.44
1:1:105:ILE:HG13 1:1:142: TYR:HE2 1.82 0.44
4:4:32:1LE:HG22 4:4:45:ALA:CB 2.48 0.44
4:4:208:GLU:OE1 4:4:211:LYS:HD3 2.17 0.44
5:5:33:SER:HA 7:1:244:ALA:HB3 2.00 0.44
6:6:67: TYR:HA 6:6:70:ARG:NH1 2.31 0.44
7:7:82:ARG:NE 7:7:185:PRO:O 2.49 0.44
1:8:56:SER:HB3 1:8:59:GLU:HB2 2.00 0.44
1:8:174:ASN:O 1:8:191:LEU:HD21 2.17 0.44
2:9:58:ASP:N 2:9:74:ARG:NH2 2.66 0.44
8:A:135:ARG:HD3 14:G:13:SER:O 2.18 0.44
9:B:68: THR:O 9:B:71:ILE:N 2.39 0.44
9:B:243:ILE:O 9:B:247:LEU-HG 2.16 0.44
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10:C:102:TYR:O 10:C:104:GLU:HG3 2.18 0.44
10:C:177:GLN:HA 11:D:54:LEU:HD22 1.99 0.44
11:D:120: TYR:CD1 11:D:126:VAL:HG21 2.53 0.44
12:E:72:ARG:HE 12:E:226:ASP:C 2.26 0.44
13:F:11:VAL:HG21 14:G:128:SER:HA 1.99 0.44
13:F:34:VAL:HG23 13:F:165:SER:HB3 1.98 0.44
15:H:280:VAL:H 16:1:331:ARG:HH21 1.64 0.44
15:H:282:LYS:NZ 17:J:223:ILE:HB 2.26 0.44
17:J:40:ASN:HB2 18:K:65:GLU:OE2 2.17 0.44
17:J:82:LYS:HA 17:J:104:VAL:HG11 1.99 0.44
17:J:174:PHE:HD2 17:J:181:GLN:CB 2.29 0.44
17:J:234:PHE:CZ 17:J:278:GLN:HG2 2.53 0.44
17:J:331:HIS:ND1 17:J:334:LYS:NZ 2.66 0.44
18:K:164:ASN:CG 18:K:167:PRO:HA 2.43 0.44
20:M:197:ILE:C 20:M:200:PRO:HD2 2.42 0.44
21:N:141:ILE:HA 21:N:144:CYS:HB2 1.99 0.44
21:N:466:LEU:HB3 21:N:481:ALA:HB1 1.98 0.44
21:N:614:ASN:ND2 21:N:616:HIS:HB2 2.30 0.44
21:N:758:VAL:HG23 21:N:874:ILE:HG13 2.00 0.44
22:0:206: THR:O 22:0:209:GLU:HB3 2.18 0.44
23:P:115:ARG:C 23:P:119:ILE:HG12 2.42 0.44
23:P:168:TYR:HB3 23:P:170:SER:CA 2.47 0.44
23:P:245:TYR:CD1 23:P:260:VAL:HB 2.52 0.44
23:P:306:ASN:HD22 23:P:349:ASN:N 2.15 0.44
23:P:373:GLU:O 23:P:376:THR:HB 2.18 0.44
24:Q:8:LEU:CD1 24:Q:57:SER:HB3 2.47 0.44
24:Q:39:SER.:C 24:Q:46:VAL:HG13 2.42 0.44
24:QQ:383:ASP:CG 24:Q:384:LYS:CE 2.85 0.44
25:R:33:LEU:HD13 25:R:47:ALA:HB2 2.00 0.44
25:R:421:VAL:HG12 25:R:422:ARG:H 1.83 0.44
26:S:293:ILE:HD13 26:S:317:HIS:HA 1.98 0.44
26:S:330:LEU:CD1 26:5:346: TYR:HA 2.48 0.44
27:T:161: TRP:CD2 27:T:210:PHE:CD2 3.06 0.44
28:U:70:HIS:ND1 28:U:73:ILE:HD12 2.32 0.44
28:U:93:TYR:CB 28:U:121:LEU:HB3 2.47 0.44
28:U:299:LYS:HE2 28:U:303:GLU:OE1 2.18 0.44
29:V:278:LYS:NZ 29:V:282:GLU:OE1 2.51 0.44
29:V:292:ILE:HG22 29:V:293:VAL:N 2.33 0.44
33:7Z:35T:1ILE:CG2 33:7:959:HIS:0 2.60 0.44
33:7:744:ALA:HB1 33:2:775:MET-HG2 1.99 0.44
33:7:819:GLY:HA2 33:7:827:-LEU:CD2 2.34 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
8:a:20:SER:OG 8:a:24:ARG:N 2.50 0.44
R:a:171: THR:HA 8:a:175:GLN:OE1 2.17 0.44
8:a:239:GLU:O 8:a:243:GLU:N 2.26 0.44
10:¢:191:GLU:HG2 10:¢:195:LYS:HG2 2.00 0.44
10:¢:196: THR:O 10:¢:200: THR:OG1 2.32 0.44
11:d:17:ILE:HG22 11:d:20:VAL:H 1.82 0.44
12:e:119:LEU:HA 12:e:122:ARG:HD2 1.98 0.44
12:e:147:HIS:CE1 12:e:224:LYS:HD2 2.52 0.44
13:£:50:LYS:HG2 13:£:61:LYS:HA 2.00 0.44
14:¢:12: ASN:HB3 14:¢:126: TYR:O 2.16 0.44
14:2:115:ARG:NH2 3:h:89:TYR:HE2 2.16 0.44
4:1:105:VAL:HG21 4:1:138:HIS:HB2 1.98 0.44
5:3:65:GLU:O 5:j:69:TYR:N 2.25 0.44
7:1:179:TYR:HA 7:1:184:GLY:O 2.18 0.44
7:1:251:ASN:HB3 7:1:262: TYR:HE1 1.83 0.44
7:1:285:VAL:HG12 7:1:286:1ILE:O 2.18 0.44
2:2:54:.1LE:HD11 2:2:203:VAL:HG13 1.99 0.44
2:2:183:MET:HG2 4:4:161:LEU:HB3 1.99 0.44
3:3:152:PHE:CE2 3:3:185:ASP:HB2 2.51 0.44
6:6:170:LYS:HE3 6:6:171:ARG:CZ 2.47 0.44
6:6:193:ASP:0OD1 6:6:194:ASP:N 2.50 0.44
7:7:268:VAL:HG11 5:3:205:ASP:HB3 1.99 0.44
1:8:105:ILE:HG13 1:8:142: TYR:HE2 1.82 0.44
1:8:219:ASP:OD1 1:8:240:ARG:HA 2.18 0.44
2:9:101:LYS:O 2:9:104:VAL:HB 2.18 0.44
2:9:219:TYR:OH 2:9:250:MET:HA 2.17 0.44
9:B:93:ALA:O 9:B:97:'TYR:HB3 2.18 0.44
9:B:108:LYS:HG3 9:B:109:LEU:N 2.33 0.44
10:C:4:ARG:HA 11:D:6:ARG:HH12 1.82 0.44
10:C:47:ALA:HB2 10:C:213:PHE:CD1 2.52 0.44
10:C:66:LEU:HD13 10:C:212:GLU:HB2 1.99 0.44
10:C:106:1LE:HD11 10:C:110:ILE:HG22 1.99 0.44
11:D:192:VAL:O 11:D:195: THR:HB 2.17 0.44
13:F:50:LYS:HG3 13:F:212:SER:HB2 1.98 0.44
13:F:144.LEU:HB3 13:F:156:LEU:O 2.17 0.44
14:G:41:LYS:HB2 14:G:148:LEU:HB2 1.99 0.44
15:H:200:VAL:HG13 15:H:272:1ILE:HA 1.98 0.44
16:1:118:GLU:HG3 16:1:122:GLN:HG3 2.00 0.44
16:1:176:LEU:HD23 16:1:183:ILE:HA 1.99 0.44
16:1:404:LEU:O 16:1:408:VAL:HG23 2.17 0.44
17:J:26:LYS:CE 18:K:48:TYR:HE1 2.30 0.44
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17:J:253:ILE:HA 17:J:295:ASN:HD21 1.82 0.44
17:J:382:PHE:O 17:J:386:VAL:HG23 2.18 0.44
18:K:260:LEU:HG 18:K:264:ASN:ND2 2.33 0.44
18:K:273:GLU:OE1 18:K:319:ASN:N 2.36 0.44
18:K:347:ARG:O 18:K:350:ARG:HB3 2.18 0.44
19:L:164:ASP:OD1 19:L:165:PRO:N 2.51 0.44
19:L:264:ARG:HG2 19:L:311:GLN:HE21 1.82 0.44
19:1:368:VAL:HB 19:L:370:LYS:HE3 1.99 0.44
21:N:43:LEU:O 21:N:47:GLU:HG2 2.18 0.44
21:N:161:TYR:HA 21:N:202:PHE:CZ 2.52 0.44
21:N:256:GLN:HA 21:N:259:PHE:HB2 1.99 0.44
22:0:149:LEU:HD23 22:0:152:ASP:0D2 2.18 0.44
22:0:341:ILE:N 23:P:356: TYR:O 2.51 0.44
22:0:342:ASP:0D2 22:0:345:ASN:HB2 2.17 0.44
23:P:45:LYS:HG3 23:P:51:ASP:HB3 2.00 0.44
23:P:100:VAL:O 23:P:104:LEU:N 2.32 0.44
23:P:115:ARG:NH2 23:P:146:1LE:HG13 2.24 0.44
23:P:396:PRO:HG2 24:Q:356:CYS:HB3 1.99 0.44
24:Q:186:HIS:C 24:Q:189:ARG:H 2.25 0.44
24:QQ:404:ASN:ND2 25:R:393:PRO:CD 2.64 0.44
25:R:196:SER:O 25:R:199:GLU:OE2 2.36 0.44
25:R:381:ILE:HG23 26:5:396:SER:CB 2.48 0.44
25:R:382:ASP:CG 26:S:402:ILE:HD13 2.39 0.44
25:R:410:LEU:HB3 25:R:414:LEU:HD21 1.98 0.44
26:S:180:ASN:CG 26:S:183:LEU:HG 2.43 0.44
26:S:277:SER:O 26:S:280:ASN:N 2.51 0.44
26:5:411:LEU:CB 26:S:419:VAL:HG22 2.48 0.44
26:5:460: VAL:HG13 26:S:463:GLU:OE1 2.17 0.44
27:T:34:LEU:O 27:T:38:ASN:N 2.51 0.44
27:T:129:LEU:O 27:T:132:HIS:CD2 2.70 0.44
27:T:226: TRP:CG 27:T:235:PHE:HE1 2.35 0.44
28:U:119:LEU:HD11 28:U:136:ALA:HB1 2.00 0.44
29:V:29:ILE:H 29:V:203:TYR:CA 2.26 0.44
29:V:74:SER:HB2 29:V:82:ALA:HBI1 1.99 0.44
29:V:256:GLU:HG3 29:V:260:GLU:OE2 2.17 0.44
31:X:32:GLU:O 31:X:50: TRP:HA 2.18 0.44
31:X:59:ARG:HH21 31:X:61:LEU:HD11 1.81 0.44
33:7:138:ARG:HE 33:7:158:ALA:HB2 1.82 0.44
33:7:196:SER:OG 33:72:201:LEU:HD11 2.18 0.44
33:7:204:CYS:HA 33:7:207:.ILE:HB 1.99 0.44
33:7:419:VAL:HB 33:7:450:GLY:HA3 1.98 0.44
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33:7:453:LEU:O 33:7:457:ILE:HG13 2.18 0.44
33:2:471:LEU:O 33:7:474:LEU:HB3 2.18 0.44
33:7:534:PHE:H 33:7:573:LEU:HD22 1.83 0.44
8:a:125:SER:HB3 8:a:159:PRO:0O 2.18 0.44
8:a:225:VAL:HG11 8:a:236:LEU:HD12 1.99 0.44
9:b:108:LYS:HG3 9:b:109:LEU:N 2.33 0.44
10:¢:86:ILE:O 10:¢:90: THR:HG23 2.17 0.44
10:¢:159:GLY:HA3 11:d:59:ILE:HG13 1.99 0.44
11:d:32:CYS:HB2 11:d:166:ARG:O 2.17 0.44
12:e:78:MET:HB2 12:e:140:VAL:HG21 1.98 0.44
13:£:39:ARG:HH21 14:¢:60: VAL:HG21 1.82 0.44
14:¢:103:TYR:O 14:g:105: THR:N 2.50 0.44
3:h:40: THR:HG22 3:h:45:1LE:HA 1.99 0.44
3:h:59:LYS:NZ 3:h:199:ALA:HA 2.33 0.44
5:j:58: THR:O 5:j:62:THR:OG1 2.28 0.44
6:k:56:PHE:HD1 6:k:98: TYR:CE2 2.36 0.44
7:1:226:GLU:O 7:1:230: TYR:N 2.28 0.44
2:2:219:TYR:CE1 3:3:48:ARG:NH1 2.86 0.44
2:2:266:ILE:HD11 3:3:55:ARG:CD 2.48 0.44
3:3:40: THR:HG22 3:3:45:ILE:HA 1.98 0.44
3:3:145:1ILE:HD11 3:3:154:TYR:CD1 2.52 0.44
4:4:65:ARG:NH1 9:B:224:TYR:OH 2.51 0.44
4:4:74:GLY:HA2 4:4:126:TYR:O 2.18 0.44
6:6:16:ALA:HA 6:6:180:ILE:O 2.17 0.44
1:8:32:LEU:HA 1:8:157:ALA:HA 2.00 0.44
1:8:57:ARG:NH1 1:8:219:ASP:OD1 2.51 0.44
1:8:132:GLY:O 1:8:140:ALA:N 2.28 0.44
1:8:196:VAL:O 1:8:199:VAL:HB 2.18 0.44
2:9:44:VAL:HG13 2:9:57:ALA:HB2 2.00 0.44
2:9:54:1LE:HD11 2:9:203:VAL:HG13 1.99 0.44
8:A:171: THR:HA 8:A:175:GLN:OE1 2.17 0.44
12:E:156:PHE:HD1 12:E:166:ARG:HA 1.79 0.44
14:G:103:TYR:O 14:G:105: THR:N 2.50 0.44
15:H:369:GLY:N 15:H:372:ASP:0OD1 2.51 0.44
16:1:119:GLU:HA 16:1:122:GLN:OE1 2.18 0.44
16:1:430:ALA:HA 16:1:433:GLU:OE1 2.18 0.44
17:J:111:GLN:NE2 17:J:128:ASN:HB2 2.32 0.44
18:K:74:HIS:CA 21:N:576:VAL:HG13 2.48 0.44
19:L:221:TYR:CZ 19:1.:348:GLU:HB3 2.53 0.44
19:L:296:SER:H 19:1:298:ASP:H 1.64 0.44
20:M:32:THR:HA 20:M:35:LYS:HB2 2.00 0.44
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21:N:12:LEU:HA 21:N:15:GLU:OE1 2.18 0.44
21:N:124:TYR:O 21:N:162:ARG:NH1 2.45 0.44
21:N:444:HIS:HB2 21:N:477:SER:HA 1.99 0.44
21:N:651:PHE:HB2 21:N:694:LEU:HD13 1.99 0.44
21:N:653:ARG:O 21:N:657:MET:N 2.27 0.44
23:P:396:PRO:CD 24:Q:357:VAL:CG1 2.87 0.44
24:Q:1:MET:HG2 24:Q:10:GLU:OE1 2.18 0.44
24:Q:275:1LE:HG22 24:Q:279:LYS:NZ 2.32 0.44
24:Q:339:TYR:HD1 | 24:QQ:342:LEU:HD12 0.77 0.44
25:R:31:PHE:O 25:R:35:GLN:HG2 2.17 0.44
25:R:271:ILE:CG2 25:R:272:ASP:H 2.30 0.44
26:5:56:SER:HA 26:S:57:LEU:HA 1.42 0.44
26:S:293:ILE:HA 26:S:296:ALA:HB3 1.99 0.44
26:S:348:LEU:O 26:S:352: VAL:HG23 2.18 0.44
27:T:56:MET:O 27:T:59:LYS:HB3 2.18 0.44
27:T:91:SER:OG 27:T:93:ASN:OD1 2.33 0.44
27:T:174:PHE:HE1 27:T:177:PHE:HD2 1.61 0.44
29:V:257:GLU:OE2 29:V:284:ALA:HA 2.18 0.44
31:X:22:ARG:NH2 31:X:86:ILE:HD13 2.32 0.44
31:X:85:ARG:H 31:X:101:LEU:HD22 1.82 0.44
33:7:318:LYS:0O 33:7:321:PHE:N 2.51 0.44
33:7:318:LYS:HD2 33:7:874:ASN:OD1 2.18 0.44
33:7:614:VAL:O 33:7:616:LEU:N 2.51 0.44
8:a:87:ILE:N 8:a:88:PRO:HD2 2.32 0.44
9:b:173:THR:HG22 9:b:177:LYS:HZ1 1.83 0.44
9:b:186:GLU:O 9:b:189:ILE:HB 2.16 0.44
9:b:190:HIS:CD2 9:b:194:LEU:HD11 2.52 0.44
9:b:224:TYR:OH 4:1:65:ARG:NH1 2.51 0.44
10:¢:33:GLY:HA2 10:¢:51:LYS:HD2 2.00 0.44
10:¢:141:ASP:OD1 10:¢c:144:TYR:N 2.50 0.44
10:¢:242: THR:C 10:c:244:1LE:H 2.24 0.44
11:d:41:CYS:HA 11:d:138:PHE:HZ 1.82 0.44
14:g:78: TYR:HB3 14:¢:136: THR:OG1 2.17 0.44
3:h:15:GLU:HB3 4:1:145:HIS:CB 2.47 0.44
3:h:26: THR:HG22 3:h:31:VAL:HB 2.00 0.44
3:h:85:TYR:CZ 3:h:89: TYR:HB2 2.52 0.44
3:h:152:PHE:CE2 3:h:185:ASP:HB2 2.51 0.44
6:k:67: TYR:CD2 6:k:75:LEU:HD11 2.53 0.44
7:1:97:ALA:O 7:1:100: TRP:HB3 2.17 0.44
1:1:109:ALA:HA 1:1:144:PHE:CZ 2.53 0.44
1:1:176:LYS:C 1:1:178:GLN:H 2.26 0.44
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1:1:198:GLU:HA 1:1:201:LYS:HD2 2.00 0.44
1:1:215:ILE:HG13 1:1:216:GLN:N 2.33 0.44
2:2:132:VAL:O 2:2:136:ARG:N 2.32 0.44
3:3:22:1LE:HB 3:3:63:CYS:HB3 1.99 0.44
4:4:162:ALA:HB1 4:4:190:ALA:HB1 1.99 0.44
5:5:94:SER:O 5:5:97:GLU:HB3 2.18 0.44
7:7:76: THR:CG2 7:7:108:LYS:HE2 2.47 0.44
7:7:188:TYR:HA 7:7:198:LYS:HA 2.00 0.44
7:7:215:LEU:O 7:7:219:'TYR:N 2.48 0.44
1:8:198:GLU:HA 1:8:201:LYS:HD2 2.00 0.44
2:9:257:ASP:0D2 4:1:152:TYR:OH 2.32 0.44
8:A:125:SER:HB3 8:A:159:PRO:O 2.18 0.44
9:B:18:LEU:HB2 9:B:21:ILE:HD12 2.00 0.44
10:C:86:1ILE:O 10:C:90: THR:HG23 2.17 0.44
12:E:31:ILE:HD11 12:E:160:PRO:HG2 2.00 0.44
12:E:128:SER:H 13:F:125:GLY:HA3 1.83 0.44
12:E:201:LEU:HD13 12:E:219:LEU:HD11 1.99 0.44
14:G:109:ILE:HB 14:G:110:PRO:HD3 1.99 0.44
15:H:23:ASP:N 33:7:244:ARG:HH21 2.16 0.44
15:H:256:LYS:NZ 15:H:355:THR.:O 2.51 0.44
15:H:262:ALA:O 15:H:266:ARG:N 2.39 0.44
15:H:336:LEU:HG 15:H:370:ARG:HH21 1.82 0.44
15:H:420:ARG:HD2 16:1:370:ARG:HH12 1.82 0.44
16:1:146:ILE:CG1 16:1:147:VAL:N 2.80 0.44
16:1:284:LEU:HD23 16:1:328:GLU:HB2 2.00 0.44
16:1:403:ASN:O 16:1:406: THR:HB 2.18 0.44
17:J:202:VAL:O 17:J:206: THR:N 2.37 0.44
18:K:169:VAL:O 18:K:225:ALA:HA 2.17 0.44
18:K:240:SER:OG 19:L:303:ARG:HA 2.18 0.44
18:K:252:ARG:O 18:K:255:ARG:HB3 2.18 0.44
18:K:270:PHE:HE2 18:K:272:ASP:OD1 2.01 0.44
18:K:365:GLU:HB3 18:K:404:GLN:H 1.82 0.44
19:L:298:ASP:O 19:L:301:ILE:N 2.51 0.44
19:L:407:ARG:HA 19:1:407:ARG:HD3 1.82 0.44
19:L:407:ARG:NE 19:1:411:ASN:HD22 2.14 0.44
20:M:318:ASP:CB 20:M:321:VAL:HG22 2.48 0.44
20:M:354:GLU:O 20:M:380:ALA:HB1 2.18 0.44
21:N:85:ALA:C 21:N:87:ASP:H 2.26 0.44
21:N:111:GLN:HA 21:N:114:SER:HB3 1.98 0.44
21:N:525:ASN:OD1 21:N:528:ARG:NH1 2.51 0.44
21:N:684:SER:O 21:N:688:ASN:N 2.44 0.44
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22:0:172:TYR:HD2 22:0:198:THR:HG1 1.59 0.44
22:0:225:ASP:0O 22:0:225:ASP:0OD1 2.35 0.44
22:0:250: TRP:O 22:0:253:GLN:N 2.50 0.44
22:0:387:ARG:HB3 27:T:266:TYR:OH 2.18 0.44
23:P:261:LEU:HD12 23:P:264:1LE:HB 1.98 0.44
24:Q:54:GLN:O 24:Q:58:ILE:HG13 2.17 0.44
24:Q:178:HIS:HB3 24:QQ:197:SER.:C 2.43 0.44
24:Q:240:PHE:O 24:Q:244:GLU:HG2 2.18 0.44
24:Q:273:ASN:HB3 24:Q:306:TYR:CE2 2.51 0.44
25:R:53:LYS:HB3 25:R:59:MET:CE 2.45 0.44
25:R:58:GLU:HG3 25:R:144:ILE:HG12 1.99 0.44
25:R:403:LEU:HD11 26:S:464:ARG:CD 2.47 0.44
26:S:297:ILE:HG12 26:5:299:LYS:NZ 2.33 0.44
26:S:402:ILE:HG22 26:5:403:SER:H 1.83 0.44
26:S:407:1ILE:HG21 26:S:443:1LE:HG21 2.00 0.44
26:S:464:ARG:O 26:S:467:PHE:N 2.51 0.44
28:U:60:GLU:HG3 28:U:100:ARG:HD3 2.00 0.44
29:V:57:PHE:HA 29:V:62:THR:O 2.18 0.44
29:V:60:ASP:C 29:V:62: THR:H 2.24 0.44
30:W:25:ARG:O 30:W:29:GLN:HG3 2.17 0.44
33:7:241: THR:O 33:7:242:PHE:CG 2.70 0.44
33:7Z:601:VAL:HG11 33:7:746:1LE:CD1 2.46 0.44
33:7:821:GLY:HA2 33:7:860:GLY:C 2.43 0.44
33:7:823:ASN:HA 33:7:831:LEU:HD12 2.00 0.44
8:a:73:PHE:CE2 8:a:90:ALA:HB1 2.51 0.44
8:a:108:TYR:CZ 4:1:95:HIS:HD2 2.36 0.44
8:a:133:TYR:CD1 8:a:133:TYR:N 2.85 0.44
9:b:1:MET:H1 14:¢:126:TYR:CB 2.31 0.44
11:d:101:GLU:OE1 7:1:152:ALA:HB1 2.17 0.44
11:d:120: TYR:CD1 11:d:126:VAL:HG21 2.53 0.44
12:e:177:GLU:O 12:e:180:GLN:HB3 2.18 0.44
12:€:193:LEU:O 12:e:197:GLU:HG3 2.18 0.44
13:£:38:LEU:O 13:£:45:VAL:N 2.33 0.44
13:£:44:ALA:O 13:£:215:1LE:HG13 2.18 0.44
13:£:171:TYR:CD2 13:£:196:ALA:HA 2.52 0.44
14:g:78:'TYR:HB3 14:g:136: THR:HA 1.99 0.44
14:¢:112:PHE:CZ 14:g:116:LEU:HD11 2.53 0.44
14:¢:170:GLN:CD 14:¢:170:GLN:N 2.75 0.44
4:1:87:LEU:O 4:1:90:SER:HB3 2.17 0.44
5::169:GLN:C 5:j:173:ASN:HD22 2.19 0.44
6:k:129:PRO:HB2 6:k:130: TYR:CD2 2.52 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
7:1:87:1ILE:O 7:1:255:VAL:N 2.46 0.44
7:1:120:MET:HE2 7:1:128:GLN:HB2 1.99 0.44
7:1:187:ILE:O 7:1:198:LYS:HA 2.18 0.44
7:1:188: TYR:HA 7:1:198:LYS:HA 2.00 0.44
1:1:213:ARG:NH1 4:4:58:LYS:HG3 2.33 0.44
2:2:101:LYS:O 2:2:104:VAL:HB 2.18 0.44
3:3:23:MET:HB2 3:3:145:.1ILE:HG22 1.99 0.44
4:4:101:ARG:HD3 8:A:149:GLU:OE1 2.17 0.44
4:4:129:VAL:O 4:4:140:PHE:N 2.45 0.44
5:5:87:PHE:O 5:5:91:VAL:HG23 2.18 0.44
7:7:144:ARG:O 11:D:111:ARG:NH1 2.47 0.44
7:7:285:VAL:HG12 7:7:286:ILE:O 2.18 0.44
1:8:176:LYS:C 1:8:178:GLN:H 2.26 0.44
10:C:108:VAL:HG21 10:C:139:GLY:HA3 1.99 0.44
11:D:17:ILE:HG22 11:D:20:VAL:H 1.82 0.44
15:H:153:ALA:HB1 15:H:155:PHE:CZ 2.53 0.44
15:H:206:VAL:HG21 | 15:H:258:LEU:HD22 1.99 0.44
15:H:340:LEU:HD23 15:H:370:ARG:CZ 2.48 0.44
16:1:122:GLN:O 16:1:126:ILE:HG13 2.18 0.44
16:1:357:LYS:HB3 16:1:360: THR:CG2 2.47 0.44
17:J:84:VAL:HG11 17:J:122:LEU:HD11 1.99 0.44
17:J:339:ARG:NH1 25:R:236:ALA:HB1 2.32 0.44
17:J:384:LEU:CD2 24:Q:199: THR:HG22 2.48 0.44
18:K:218:GLY:O 18:K:222:LEU:HG 2.17 0.44
18:K:229:SER:O 18:K:231:LYS:HG3 2.17 0.44
19:L:276:CYS:O 19:1:322:LYS:N 2.43 0.44
19:L:366:ALA:HA 19:L:370:LYS:HD2 2.00 0.44
20:M:117:ALA:HB2 | 20:M:131:MET:HG2 1.99 0.44
21:N:53:ASP:0OD1 21:N:53:ASP:N 2.50 0.44
21:N:613:HIS:CG 21:N:614:ASN:N 2.86 0.44
22:0:45:LEU:HA 22:0:48:PHE:CD2 2.53 0.44
22:0:229:ASN:N 22:0:230:PHE:HB2 2.33 0.44
22:0:247:ASN:O 22:0:250: TRP:HB2 2.18 0.44
22:0:382:LYS:HZ2 22:0:383:LYS:HD3 1.82 0.44
23:P:42:LEU:HD22 23:P:59:LEU:HD13 2.00 0.44
23:P:221:TYR:HH 23:P:245:TYR:N 2.16 0.44
24:Q:246:TYR:CE2 | 24:Q:261:VAL:HG21 2.53 0.44
24:Q:381:1LE:C 24:QQ:383:ASP:HA 2.41 0.44
25:R:78:ASP:OD1 25:R:94:PHE:N 2.51 0.44
25:R:79:LEU:H 25:R:94:PHE:H 1.64 0.44
25:R:220:ALA:HA 25:R:221:VAL:HA 1.61 0.44
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26:S:310:LEU:HG 26:S:314:ASN:ND2 2.33 0.44
26:S:338:MET:CA 26:S:341:SER:H 2.31 0.44
26:S:381:VAL:HA 26:S:384:ARG:HE 1.82 0.44
26:S:458:GLN:HE22 28:U:273:LEU:HB2 1.82 0.44
27:T:147:LYS:HA 27:T:150:ARG:HD2 1.99 0.44
27:T:174:PHE:O 27:T:176:SER:N 2.51 0.44
29:V:26:THR:HB 29:V:28:TYR:CZ 2.53 0.44
31:X:120:GLU:O 31:X:124:LYS:HG2 2.18 0.44
33:7:345:GLU:HB3 33:7:349: THR:HG23 2.00 0.44
33:7:495:1LE:HA 33:7:532:HIS:CD2 2.53 0.44
33:7:549:ASN:O 33:7:553:ARG:N 2.50 0.44
8:a:64:LEU:O 14:¢:161:LYS:HG3 2.16 0.44
10:¢:236:LYS:O 10:¢:239:LEU:HB3 2.18 0.44
11:d:101:GLU:OE2 7:1:196:ARG:NH1 2.51 0.44
12:e:31:1LE:HD11 12:¢:160:PRO:HG2 2.00 0.44
12:e:47:VAL:C 12:e:48:LEU:HD12 2.42 0.44
14:¢:123:HIS:CG 14:¢:132:PHE:CE2 3.06 0.44
3:h:33:LEU:O 3:h:195:VAL:N 2.42 0.44
3:h:196:VAL:O 3:h:202:VAL:HA 2.16 0.44
4:1:77:'THR:HB 4:1:80:ASP:HB2 2.00 0.44
4:1:113:LYS:HG3 4:1:114:GLN:H 1.83 0.44
2:2:253:ASP:C 2:2:256:LYS:HZ2 2.26 0.43
2:2:264:GLN:CD 3:3:55:ARG:H 2.26 0.43
4:4:242:LEU:N 5:5:199:TYR:O 2.51 0.43
6:6:56:PHE:HD1 6:6:98: TYR:CE2 2.36 0.43
7:7:151:VAL:HG12 7:7:188:TYR:CD2 2.52 0.43
2:9:49:TYR:N 2:9:52:GLY:O 2.45 0.43
8:A:43:LEU:C 8:A:43:LEU:HD12 2.43 0.43
8:A:225:VAL:HG11 8:A:236:LEU:HD12 1.99 0.43
9:B:201:GLU:N 9:B:201:GLU:OE1 2.51 0.43
10:C:33:GLY:HA2 10:C:51:LYS:HD2 2.00 0.43
11:D:82:SER:O 11:D:86:ILE:N 2.33 0.43
12:E:177:GLU:HG2 12:E:178:GLY:N 2.33 0.43
12:E:193:LEU:O 12:E:197:GLU:HG3 2.18 0.43
13:F:44:ALA:O 13:F:215:1ILE:HG13 2.18 0.43
13:F:96:SER:O 13:F:100:ASN:HA 2.18 0.43
13:F:157:TYR:CD2 14:G:60:VAL:HG22 2.53 0.43
14:G:12:ASN:HB3 14:G:126:TYR:O 2.16 0.43
14:G:170:GLN:CD 14:G:170:GLN:N 2.75 0.43
15:H:284:VAL:HG12 | 20:M:252:VAL:HG12 1.99 0.43
16:1:402: VAL:HG22 16:1:440:ALA:HA 2.00 0.43
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17:J:32:LEU:HD21 26:S:173:LEU:CD2 2.48 0.43
17:J:137:-MET:HA 17:J:213:VAL:HG22 2.00 0.43
17:J:245:1LE:O 17:J:291:.1LE:N 2.36 0.43
18:K:125: THR:HG22 | 18:K:126:LEU:HD23 1.98 0.43
19:L:165:PRO:HB2 19:L:168:TYR:HB2 1.99 0.43
19:L:195:GLU:HA 19:L:199:LEU:HD12 2.00 0.43
19:1.:242: ASN:HD22 19:L:273:HIS:CD2 2.36 0.43
20:M:373:ASP:O 20:M:412:HIS:HB2 2.18 0.43
21:N:346:ASN:O 21:N:349:ILE:HB 2.17 0.43
21:N:362: TRP:HH2 21:N:476: THR:HG23 1.83 0.43
21:N:412:TYR:O 21:N:415:PHE:N 2.51 0.43
21:N:495:PRO:C 21:N:499:HIS:HD1 2.18 0.43
21:N:573:HIS:CA 21:N:576:VAL:HB 2.44 0.43
21:N:585:ARG:0O 21:N:589:ILE:HG13 2.17 0.43
21:N:772:GLN:HG2 21:N:870:ASN:H 1.83 0.43
23:P:123:ARG:O 23:P:125:VAL:N 2.51 0.43
23:P:254:.GLU:OE2 23:P:288:ASN:CG 2.61 0.43
24:Q:173:SER:O 24:Q:176:ASP:N 2.51 0.43
24:Q:178:HIS:CB 24:Q:201:ALA:HB2 2.47 0.43
24:QQ:369:ASP:O 24:Q:373:VAL:HG21 2.18 0.43
24:Q:380:MET:HB2 24:QQ:385:1LE:C 2.34 0.43
25:R:84:LYS:HE2 25:R:86:ASP:HB2 1.99 0.43
25:R:167:LYS:O 25:R:170:VAL:HB 2.17 0.43
25:R:200:LYS:CD 25:R:202:GLY:H 2.24 0.43
25:R:309:LEU:HA 25:R:309:LEU:HD23 1.77 0.43
27:T:124:SER:O 27 T:128:TYR:N 2.37 0.43
27:T:141:LEU:HA 27:T:144:TYR:CD2 2.53 0.43
28:U:19:LEU:HA 28:U:19:LEU:HD23 1.71 0.43
28:U:84:ASN:O 28:U:87:GLU:HG2 2.18 0.43
29:V:111:HIS:HB3 29:V:114:PHE:CD2 2.49 0.43
30:W:7:VAL:HA 30:W:50:GLY:N 2.28 0.43
32:Y:84:TYR:HA 32:Y:87:GLU:CD 2.43 0.43
33:7:135:LEU:HA 33:7:157:LEU:HD13 2.00 0.43
33:7:501:LYS:HD2 33:7:534:PHE:CD1 2.53 0.43
8:a:131:ARG:HD2 9:b:127:VAL:HG12 1.99 0.43
9:b:172:LYS:HA 9:b:175:LEU:HD12 2.00 0.43
10:c:171:ALA:O 10:¢:175:LEU:HG 2.17 0.43
11:d:159: TRP:CH2 12:e:59:LEU:HB2 2.53 0.43
12:€:208:-MET:SD 12::212:LEU:HD12 2.58 0.43
14:¢:166:GLY:O 14:2:169:ARG:NH1 2.42 0.43
14:2:195:GLN:O 14::199:ILE:HG13 2.18 0.43
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6:k:107:-TYR:CD1 6:k:186:LYS:HA 2.53 0.43
7:1:152: ALA:HA 7:1:188: TYR:CE2 2.53 0.43
7:1:191:ASP:OD2 7:1:193:ASP:HB2 2.17 0.43
1:1:196:VAL:O 1:1:199:VAL:HB 2.18 0.43
2:2:77:PRO:HA 2:2:83:VAL:HG22 2.00 0.43
2:2:226:ARG:NH2 2:2:248:GLU:OE1 2.46 0.43
3:3:33:LEU:HD11 3:3:119:ALA:HB3 1.99 0.43
4:4:189:GLN:HA 4:4:192:1LE:HD12 1.99 0.43
5:5:18:LYS:HB2 5:5:157:ASN:O 2.18 0.43
7:7:225:VAL:O 7:7:229:LEU:N 2.27 0.43
1:8:171:ASN:O 1:8:175:PHE:HA 2.17 0.43
2:9:135:GLN:HB3 2:9:139:LYS:HZ2 1.82 0.43
8:A:124:LEU:HB3 8:A:128:TYR:CE2 2.53 0.43
9:B:12:PHE:HD2 10:C:21:GLN:NE2 2.16 0.43
9:B:42:GLY:HA2 9:B:145:PHE:CG 2.54 0.43
9:B:172:LYS:HA 9:B:175:LEU:HD12 2.00 0.43
9:B:224:TYR:HE1 9:B:227:ILE:HD12 1.84 0.43
10:C:236:LYS:O 10:C:239:LEU:HB3 2.18 0.43
13:F:196:ALA:O 13:F:199:GLN:N 2.47 0.43
14:G:123:HIS:CG 14:G:132:PHE:CE2 3.06 0.43
14:G:194:LYS:HA 14:G:239:ALA:HB1 2.01 0.43
15:H:252:PRO:0O 15:H:254: THR:N 2.51 0.43
15:H:368:PRO:HD3 20:M:390:GLN:HG3 2.00 0.43
16:1:159:ILE:HG12 16:1:160:LEU:O 2.18 0.43
16:1:313:ALA:O 16:1:329:ILE:HG23 2.18 0.43
16:1:421:ALA:HB2 17:J:307:PRO:HG3 1.99 0.43
17:J:182:PRO:HA 17:J:311:ASP:HB2 2.00 0.43
18:K:91:SER:CB 29:V:148:LYS:HZ2 2.30 0.43
18:K:260:LEU:HA 18:K:263:GLU:HB2 2.00 0.43
18:K:267:SER:OG 18:K:268:ILE:N 2.48 0.43
19:L:88:TYR:HB3 20:M:29:GLU:OE1 2.18 0.43
20:M:262:LEU:O 20:M:265:ASP:HB2 2.18 0.43
21:N:123:PHE:CZ 21:N:161:TYR:HB2 2.47 0.43
21:N:362: TRP:CE2 21:N:742: TRP:HH2 2.36 0.43
22:0:64:ASN:O 22:0:66:VAL:N 2.51 0.43
22:0:172:TYR:HB3 22:0:195:TYR:HB2 2.01 0.43
22:0:251:LEU:HA 22:0:254:LEU:HD12 1.99 0.43
22:0:381:GLY:HA2 22:0:384:MET:HE3 2.00 0.43
23:P:366:ASN:O 23:P:370:ASP:N 2.49 0.43
23:P:383:LEU:HB3 23:P:389:ILE:HG23 2.00 0.43
24:QQ:368:LEU:CG 24:QQ:369:ASP:H 2.03 0.43
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25:R:178:GLY:HA2 25:R:183:ASP:HB2 2.00 0.43
25:R:243:LEU:HA 25:R:243:LEU:HD23 1.65 0.43
26:S:227:ASN:O 26:S:228:GLU:C 2.61 0.43
26:S:321:GLN:CB 26:S:328:PRO:HD3 2.48 0.43
26:S:406:ASP:O 26:S5:409:LEU:HB3 2.17 0.43
27:T:61:1ILE:HA 27:T:64:VAL:HB 2.00 0.43
28:U:192:ASN:HB3 29:V:237:ASN:OD1 2.18 0.43
31:X:55:LYS:O 31:X:55:LYS:HG3 2.18 0.43
31:X:85:ARG:CD 31:X:117:LYS:HB3 2.48 0.43
33:7:297:VAL:O 33:7Z:301: THR:N 2.40 0.43
33:7:540:GLY:O 33:7:543: THR:HB 2.18 0.43
33:7:880:SER:CB 33:7:906:ALA:HB3 2.44 0.43
33:7:927:VAL:HA 33:72:970:TYR:HD2 1.82 0.43
8:a:20:SER:O 9:b:23:TYR:HB3 2.18 0.43
10:¢:108:VAL:HG21 10:¢:139:GLY:HA3 1.99 0.43
12:e:171:ALA:O 12:€:176:SER:HB2 2.18 0.43
14:¢:75:GLY:HA3 14:¢:228:HIS:NE2 2.33 0.43
14:¢:109:1LE:HB 14:¢:110:PRO:HD3 1.99 0.43
4:1:175:LEU:HA 4:1:175:LEU:HD23 1.74 0.43
4:1:189:GLN:HA 4:1:192:ILE:HD12 1.99 0.43
6:k:67:TYR:O 6:k:70:ARG:HB3 2.17 0.43
7:1:141:HIS:CE1 7:1:145:GLU:HG3 2.53 0.43
1:1:56:SER:HB3 1:1:59:GLU:HB2 2.00 0.43
1:1:207:PHE:CE2 1:1:221:LEU:HD13 2.53 0.43
1:1:223:ILE:HD12 1:1:236: TYR:CE1 2.54 0.43
2:2:113:LEU:HB2 2:2:118:GLU:CG 2.48 0.43
2:2:219:TYR:OH 2:2:250:MET:HA 2.17 0.43
3:3:99:SER:OG 14:G:102:LEU:O 2.33 0.43
3:3:159:LYS:NZ 3:h:176:HIS:HD2 2.15 0.43
5:5:51:LEU:HD13 5:5:109:VAL:HG22 1.99 0.43
6:6:43:LEU:HB2 6:6:189:ILE:CD1 2.49 0.43
7:7:187:ILE:O 7:7:198:LYS:HA 2.18 0.43
1:8:38:ASP:0OD1 1:8:38:ASP:N 2.50 0.43
1:8:82:ALA:O 1:8:85:LYS:HB3 2.18 0.43
1:8:207:PHE:CE2 1:8:221:LEU:HD13 2.53 0.43
1:8:215:ILE:HG13 1:8:216:GLN:N 2.33 0.43
8:A:156:LYS:HE2 8:A:166:TYR:CZ 2.54 0.43
10:C:106:1ILE:HD13 10:C:111:LEU:HB2 2.00 0.43
10:C:152:ASN:CG 10:C:154:SER:HG 2.22 0.43
10:C:191:GLU:HG2 10:C:195:LYS:HG2 2.00 0.43
11:D:10:ILE:HB 12:E:23:GLN:NE2 2.33 0.43
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13:F:115:LYS:HA 13:F:118:LYS:NZ 2.33 0.43
14:G:112:PHE:CZ 14:G:116:LEU:HD11 2.53 0.43
14:G:195:GLN:O 14:G:199:ILE:HG13 2.18 0.43
15:H:43:ALA:O 33:7:622:HIS:CE1 2.72 0.43
15:H:282:LYS:HD3 16:1:283:TYR:CE2 2.53 0.43
15:H:284:VAL:HG22 15:H:328:GLU:OE1 2.18 0.43
17:J:235:VAL:HG12 17:J:239:GLU:OE2 2.19 0.43
18:K:291:GLU:O 18:K:295:ILE:N 2.44 0.43
19:1:145:ARG:HG2 19:L:159:LEU:HD12 2.01 0.43
19:1:223:PRO:HB3 20:M:335:PRO:HG2 2.00 0.43
19:L:241:ALA:HA 19:L:275:PRO:HB2 1.99 0.43
19:L:318:LEU:HB2 19:1:322:LYS:NZ 2.33 0.43
20:M:216:LYS:NZ 20:M:315:PHE:HB2 2.34 0.43
20:M:242: THR:0G1 20:M:273:LYS:O 2.29 0.43
20:M:336:ALA:HB1 20:M:342:ARG:HD3 2.00 0.43
21:N:522:ALA:HA 21:N:554: THR:HA 2.00 0.43
21:N:584:ARG:O 21:N:588:VAL:HG23 2.18 0.43
22:0:280:LEU:HA 22:0:283:HIS:ND1 2.34 0.43
22:0:369:ARG:NH2 22:0:373:TRP:HE1 2.17 0.43
22:0:383:LYS:H 27:T:262:LYS:HZ1 1.64 0.43
23:P:198:VAL:HG13 23:P:201:ARG:NH2 2.34 0.43
24:Q:26:VAL:O 24:Q:30:LEU:HG 2.19 0.43
24:Q:63:GLN:HG2 24:Q:107:VAL:HG21 2.00 0.43
24:Q:130:ARG:CG 24:Q:132:PHE:H 2.29 0.43
24:Q:311:LEU:O 24:Q:339:TYR:OH 2.29 0.43
24:Q:314:PHE:CG 24:Q:339:TYR:CE1 3.01 0.43
24:QQ:369:ASP:0O 24:Q:373:VAL:CG2 2.66 0.43
25:R:200:LYS:CE 25:R:202:GLY:H 2.30 0.43
25:R:239:THR:OG1 25:R:240:SER:N 2.48 0.43
25:R:280:ILE:C 25:R:282: THR:N 2.76 0.43
25:R:295:SER:HA 25:R:298:ALA:HB3 1.99 0.43
26:S:280:ASN:CA 26:5:283:GLN:HB2 2.31 0.43
26:S:296:ALA:N 26:5:299:LYS:NZ 2.63 0.43
26:5:306:SER:O 26:5:310:LEU:HB3 2.18 0.43
26:S:427:1ILE:HG22 27:T:195:LEU:HB3 2.00 0.43
27:T:86:LYS:HE3 27:T:128: TYR:CE2 2.53 0.43
27:T:254:ASP:O 27:T:255:GLN:C 2.61 0.43
28:U:108:GLU:HG2 28:U:111:LYS:NZ 2.34 0.43
28:U:195:LYS:O 28:U:196:SER.:C 2.61 0.43
29:V:267:LYS:CB 29:V:276:PRO:HG3 2.45 0.43
30:W:92:GLN:NE2 30:W:95:GLN:OE1 2.51 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
33:7:305:VAL:HA 33:7:308:LYS:HB2 2.00 0.43
33:7:372:ALA:HB3 33:7:849:ARG:HH?22 1.83 0.43
8:a:124:LEU:O 8:a:127:1LE:HB 2.18 0.43
8:a4:200:GLU:HG3 8:a:244:ARG:HH21 1.83 0.43
9:b:18:LEU:HB2 9:b:21:ILE:HD12 2.00 0.43
9:b:205:ASN:HA 9:b:247:LEU:CD1 2.48 0.43
10:¢:191:GLU:HA 10:¢:194:LEU:HB2 1.99 0.43
12:e:177:GLU:HG2 12:e:178:GLY:N 2.33 0.43
12:€:204:LEU:O 12:€:208:MET:HG3 2.16 0.43
13:£:15:PRO:HA 14:¢:26: TYR:CG 2.53 0.43
13:f:64:ILE:O 13:f:72:LEU:N 2.32 0.43
5:3:30:GLY:HA3 5:3:35:GLY:HA2 2.00 0.43
5:7:46:TYR:N 5:j:49:VAL:O 2.25 0.43
6:k:43:LEU:HB2 6:k:189:ILE:CD1 2.49 0.43
6:k:165:VAL:HG21 6:k:195:PHE:CE2 2.53 0.43
7:1:253: TYR:CZ 7:1:262: TYR:CD1 3.07 0.43
2:2:214:MET:HE2 2:2:228:PHE:CG 2.54 0.43
3:3:20: THR:CA 3:3:36:ASP:0OD2 2.66 0.43
4:4:201:ASN:HB3 4:4:221: THR:HG22 1.99 0.43
6:6:167:GLU:OE1 7:1:216:ASP:HB2 2.18 0.43
7:7:260:TRP:H 7:7:260: TRP:CD1 2.37 0.43
2:9:136:ARG:HA 2:9:136:ARG:HD2 1.83 0.43
8:A:124:LEU:O S:A:127:1LE:HB 2.18 0.43
9:B:35:LEU:C 9:B:35:LEU:HD12 2.44 0.43
9:B:133:SER:OG 9:B:152:PRO:HD3 2.18 0.43
9:B:205:ASN:HA 9:B:247:LEU:CD1 2.48 0.43
10:C:191:GLU:HA 10:C:194:LEU:HB2 1.99 0.43
13:F:74:LEU:HB2 13:F:130:VAL:HG21 2.00 0.43
13:F:114:ASP:O 13:F:117:GLN:HB3 2.18 0.43
15:H:146:VAL:HG22 15:H:147:1LE:N 2.33 0.43
15:H:235:PHE:O 15:H:239:GLY:N 2.52 0.43
16:1:204:PRO:O 16:1:265: ASN:HB2 2.19 0.43
16:1:207:SER:O 16:1:210:ASP:N 2.51 0.43
16:1:281:GLN:HG3 17:J:223:ILE:C 2.43 0.43
18:K:187:ALA:HB1 18:K:209:VAL:HG11 1.99 0.43
18:K:188:VAL:C 18:K:191:PRO:HD2 2.43 0.43
18:K:342:SER:C 18:K:344:ARG:NH1 2.77 0.43
19:1:145:ARG:HE 19:L:161:ARG:HA 1.83 0.43
19:L:258:GLU:O 19:L:262:ILE:HD12 2.19 0.43
19:L:302:GLN:HA 19:L:305:LEU:HB3 2.00 0.43
19:L:377:GLU:O 19:1:380:VAL:N 2.52 0.43

Continued on next page...




Page 349

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
20:M:219:LEU:O 20:M:347:ILE:N 2.40 0.43
21:N:443:LEU:HD21 | 21:N:469:VAL:HG13 2.01 0.43
21:N:744:PRO:O 21:N:745:LEU:HD23 2.18 0.43
21:N:919:THR:H 21:N:922:GLN:HB2 1.83 0.43
22:0:126:1LE:HA 22:0:129:ILE:HB 1.99 0.43
23:P:40:LEU:O 23:P:44:LYS:NZ 2.40 0.43
23:P:86:HIS:CD2 23:P:87:GLY:O 2.71 0.43
23:P:253:ASP:0OD2 23:P:255:ALA:HB3 2.18 0.43
24:Q:6:SER:O 24:Q:10:GLU:HG3 2.19 0.43
24:QQ:140:LYS:O 24:Q:144:LEU:HG 2.17 0.43
24:Q:185:TYR:HB3 24:QQ:190:ASN:O 2.18 0.43
24:QQ:330:LEU:O 24:Q:334:HIS:N 2.49 0.43
26:S:250:ALA:HA 26:5:253:PHE:HB2 2.00 0.43
26:S:447:GLU:C 26:S:449:LEU:HG 2.43 0.43
27:T:85:LEU:O 27:T:88:TYR:N 2.50 0.43
27:T:100:ASP:O 27:T:103:SER:N 2.45 0.43
27:T:113:LEU:HA 27:T:116:GLN:HB2 2.00 0.43
27:T:222:LEU:C 27:T:225:ASN:H 2.26 0.43
27:T:229:VAL:HG22 27:T:234:TYR:CZ 2.54 0.43
28:U:84:ASN:HB3 28:U:87:GLU:CG 2.48 0.43
33:7:365:SER:HB2 33:7:962:ARG:CZ 2.47 0.43
33:7:391:ASN:HA 33:7:394:TYR:CD2 2.46 0.43
33:2:457:1LE:HA 33:7:460:SER:HB2 1.99 0.43
33:7:748.LEU:H 33:2:748:LEU:HG 1.57 0.43
33:72:789:GLN:HG2 33:7:792:VAL:H 1.82 0.43
8:a:75:ILE:N 8:a:79:ILE:O 2.52 0.43
8:a:124:LEU:HB3 8:a:128: TYR:CE2 2.53 0.43
8:a:156:LYS:HE2 8:a:166: TYR:CZ 2.54 0.43
9:b:201:GLU:N 9:b:201:GLU:OE1 2.51 0.43
10:c:12:ILE:CA 11:d:19:GLN:HE22 2.26 0.43
10:¢:174: THR:O 10:¢c:178:MET:N 2.46 0.43
10:¢:201: THR:OG1 10:¢:206:LEU:HD13 2.18 0.43
13:f:150:SER:OG 13:£:152: ASN:ND2 2.38 0.43
3:h:129:VAL:O 3:h:140:LYS:HA 2.18 0.43
3:h:167:LYS:O 3:h:171:VAL:HG23 2.19 0.43
4:1:32:1LE:HG22 4:1:45:ALA:CB 2.48 0.43
4:1:47:THR:OG1 4:1:201:ASN:N 2.42 0.43
4:1:131:GLY:HA2 4:1:207:-MET:SD 2.59 0.43
5:3:124:PHE:CE1 5:3:130:ILE:HA 2.53 0.43
5:3:193:ASP:0OD1 5:j:193:ASP:N 2.51 0.43
6:k:52:ASP:0OD2 6:k:98: TYR:HA 2.17 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
6:k:165:VAL:HG12 6:k:169:GLU:HG3 2.01 0.43
1:1:32:LEU:HA 1:1:157:ALA:HA 2.00 0.43
1:1:134:ASP:0OD2 1:1:138:LYS:HB2 2.19 0.43
1:1:225:ILE:HG21 1:1:232:ARG:NH2 2.34 0.43
3:3:11:LEU:HD21 3:3:17:SER:HB2 2.00 0.43
4:4:131:GLY:HA2 4:4:207:-MET:SD 2.59 0.43
5:5:39:LYS:NZ 7:1:284:ASN:OD1 2.43 0.43
7:7:253:TYR:CZ 7:7:262:TYR:CD1 3.07 0.43
2:9:183:MET:HG2 4:1:161:LEU:HB3 1.99 0.43
2:9:253:ASP:C 2:9:256:LYS:HZ2 2.27 0.43
8:A:204:GLU:OE2 8:A:244:ARG:HA 2.19 0.43
9:B:77:GLY:CA 9:B:132:VAL:HG12 2.49 0.43
9:B:148:TYR:HD1 9:B:158:PRO:HA 1.83 0.43
11:D:81:ASP:HB3 11:D:129:PHE:HD1 1.84 0.43
11:D:120: TYR:HA 11:D:123:SER:CB 2.48 0.43
11:D:143:ASP:HB2 11:D:217:PRO:HG3 2.00 0.43
13:F:48:ALA:O 13:F:212:SER:N 2.37 0.43
14:G:35:THR:HG21 14:G:66:LYS:NZ 2.33 0.43
14:G:75:GLY:HA3 14:G:228:HIS:NE2 2.33 0.43
14:G:126:TYR:HB2 14:G:129:VAL:CG2 2.33 0.43
14:G:201:TYR:HD1 14:G:212:PHE:HZ 1.66 0.43
14:G:224: THR:HG22 14:G:229:LYS:HD3 2.00 0.43
15:H:176:VAL:HG22 15:H:179:SER:O 2.18 0.43
15:H:225:VAL:O 15:H:228:PRO:HG2 2.18 0.43
15:H:318:ARG:NH2 15:H:329:VAL:HG12 2.33 0.43
16:1:430:ALA:O 16:1:434:ARG:N 2.51 0.43
17:J:32:LEU:HD11 26:S:173:LEU:HD23 1.99 0.43
17:J:88:VAL:HG12 17:J:90:PRO:HD2 2.01 0.43
17:J:303:ALA:O 17:J:309:ARG:HD2 2.19 0.43
17:J:369:ALA:O 17:J:373:ARG:N 2.52 0.43
19:1:354:GLU:OE1 19:L:357:ARG:NH2 2.37 0.43
20:M:4:LEU:HD23 20:M:7:-LEU:HD12 2.00 0.43
21:N:123:PHE:CG 21:N:124:TYR:N 2.85 0.43
21:N:214:LEU:O 21:N:217:-MET:N 2.51 0.43
21:N:308:ASN:HD22 21:N:712:ASN:ND2 2.11 0.43
21:N:315:ASN:OD1 21:N:318:LYS:NZ 2.40 0.43
21:N:424:1L.YS:O 21:N:427:ILE:HB 2.17 0.43
21:N:603:PRO:HG3 21:N:637:ALA:HB2 2.01 0.43
22:0:16:MET:CB 22:0:72:LYS:CE 2.96 0.43
22:0:165:LEU:HB3 22:0:198: THR:HG23 2.01 0.43
22:0:194:LEU:O 22:0:197:SER:OG 2.23 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
23:P:73:ASP:0OD1 23:P:114:THR:0G1 2.18 0.43
23:P:131:PHE:HA 23:P:136:ARG:NH2 2.34 0.43
23:P:173:MET:HB3 23:P:177:ILE:HG23 2.01 0.43
24:Q:14:LEU:HB2 24:Q:23:ALA:HB2 2.00 0.43
24:Q:25:GLN:O 24:Q:29:SER:OG 2.19 0.43
24:Q:298:ALA:HB2 24:Q:321:TYR:HB3 2.00 0.43
25:R:141:TYR:O 25:R:146:ASP:N 2.52 0.43
25:R:186:TYR:H 25:R:186: TYR:HD1 1.67 0.43
25:R:381:ILE:CA 26:S:398: THR:HB 2.48 0.43
26:S:204:ASP:CB 27:T:92:ASN:HD21 2.32 0.43
26:S:280:ASN:HB2 26:S:289:ALA:HB2 2.00 0.43
26:S:283:GLN:HA 27:T:120: THR:CG2 2.48 0.43
26:5:455:GLU:O 26:5:458:GLN:N 2.51 0.43
28:U:11:ALA:HB2 28:U:48:VAL:O 2.19 0.43
28:U:76:MET:HG2 28:U:80:CYS:SG 2.58 0.43
28:U:283:ARG:NH1 29:V:284:ALA:O 2.51 0.43
29:V:36:LYS:NZ 29:V:69:PHE:HB3 2.33 0.43
30:W:17:ARG:HB3 30:W:82:GLU:HA 2.00 0.43
33:7:436:LEU:HB3 33:7:451:ALA:HB1 2.01 0.43
33:7:579:GLU:O 33:7:583:ASP:CA 2.62 0.43
8:a:42:SER:O 8:a:171:THR:N 2.36 0.43
10:¢c:14:SER:O 11:d:22: TYR:HB3 2.18 0.43
10:¢:93:ILE:O 10:¢:97:ASN:N 2.31 0.43
11:d:42:VAL:HB 11:d:215:VAL:CG1 2.49 0.43
11:d:141:ARG:NH2 7:1:182:LYS:HD2 2.27 0.43
12:€:229:LYS:HD3 12:¢:229:LYS:HA 1.79 0.43
13:£:74:LEU:HB2 13:£:130: VAL:HG21 2.00 0.43
4:1:208:GLU:OE1 4:1:211:LYS:HD3 2.17 0.43
4:1:242:LEU:HG 5:j:201:LYS:N 2.33 0.43
5:3:126:LEU:CD1 5:3:127:ILE:HG23 2.46 0.43
1:1:68:ASN:ND2 1:1:230:GLY:HA2 2.34 0.43
2:2:164:ASN:OD1 2:2:168:VAL:N 2.51 0.43
2:2:259:LYS:HD2 2:2:265:LYS:C 2.44 0.43
3:3:129:VAL:O 3:3:140:LYS:HA 2.18 0.43
4:4:47-THR:0G1 4:4:201:ASN:N 2.42 0.43
4:4:236:ARG:HA 5:5:165:GLU:HG3 2.00 0.43
6:6:107:TYR:CD1 6:6:186:LYS:HA 2.53 0.43
7:7:152:ALA:HA 7:7:188:TYR:CE2 2.53 0.43
7:7:162:VAL:HG11 7:7:192:SER:HA 2.01 0.43
7:7:243:ASP:0OD1 7:7:245'TYR:N 2.31 0.43
7:7:276:LYS:HG3 7:7:281:SER:O 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:8:30: THR:HG21 1:8:162:ALA:N 2.33 0.43
2:9:253:ASP:O 2:9:256:LYS:HG2 2.18 0.43
2:9:259:LYS:HD2 2:9:265:LYS:C 2.44 0.43
8:A:75:ILE:N 8:A:79:ILE:O 2.52 0.43
11:D:25:GLU:O 11:D:29:ARG:N 2.34 0.43
11:D:187:-THR:HG22 11:D:189:GLU:H 1.83 0.43
13:F:64:ILE:O 13:F:72:LEU:N 2.32 0.43
15:H:77:ALA:HB2 15:H:103: THR:N 2.32 0.43
15:H:145:TYR:HB3 15:H:168:ILE:C 2.44 0.43
15:H:295:PHE:HE2 15:H:339:GLN:HB2 1.82 0.43
15:H:304:CYS:SG 15:H:349:ILE:HG23 2.58 0.43
15:H:318:ARG:NE 15:H:326:ASP:0D2 2.50 0.43
15:H:420:ARG:HD2 16:1:370:ARG:HH22 1.83 0.43
16:1:167:LEU:CD1 16:1:186:VAL:HG11 2.48 0.43
16:1:281:GLN:CD 17:J:227:SER:HG 2.27 0.43
16:1:283: TYR:HB2 17:J:221:LYS:HG3 1.99 0.43
17:J:61:GLU:HG2 17:J:65:LEU:HD11 1.99 0.43
17:J:134:VAL:O 17:J:135:SER:OG 2.26 0.43
17:J:158:LYS:0O 17:J:162:GLU:HG2 2.18 0.43
17:J:218:LEU:HD23 17:J:229:MET:HE2 2.01 0.43
18:K:95:VAL:O 18:K:139:LEU:HB2 2.19 0.43
18:K:150:LEU:HB3 18:K:152:PRO:HD2 2.00 0.43
18:K:163:GLU:HG2 18:K:234:PHE:O 2.18 0.43
19:1:191:ARG:HB3 19:1:195:GLU:OE2 2.18 0.43
21:N:178:SER:OG 21:N:182:ASN:ND2 2.51 0.43
21:N:309:ILE:O 21:N:339:MET:HE3 2.19 0.43
21:N:340:HIS:O 21:N:343:THR:N 2.49 0.43
21:N:341:ALA:C 21:N:343: THR:H 2.25 0.43
21:N:455:-MET:SD 21:N:731:VAL:HG21 2.58 0.43
21:N:759:ILE:HG23 21:N:761:ILE:HD11 2.01 0.43
22:0:68:LYS:O 22:0:71:ASP:N 2.52 0.43
22:0:71:ASP:HA 30:W:24: THR:HG22 2.00 0.43
22:0:71:ASP:CG 30:W:23:ARG:HB2 2.44 0.43
22:0:99:LEU:CD1 22:0:132:GLU:CB 2.97 0.43
22:0:150:LEU:HD21 22:0:175:ASN:OD1 2.19 0.43
22:0:185:PHE:HB2 22:0:223:LEU:C 2.44 0.43
22:0:301:PHE:CB 22:0:305:ILE:HA 2.49 0.43
22:0:332:ILE:HA 22:0:336:LEU:N 2.33 0.43
23:P:66:LEU:HB3 23:P:70:ASN:HD21 1.83 0.43
23:P:151:GLY:O 23:P:153:ILE:HG13 2.19 0.43
23:P:197:THR:O 23:P:201:ARG:HG2 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
23:P:254:GLU:HG3 23:P:288:ASN:ND2 2.34 0.43
24:Q:53:GLU:O 24:QQ:56: THR:HB 2.18 0.43
24:Q:57:SER:O 24:Q:60:GLU:N 2.52 0.43
24:Q:91:SER:CB 9:b:246:ARG:HG2 2.47 0.43
24:Q:135:HIS:HA 24:Q:138:SER:CB 2.47 0.43
24:QQ:405:GLN:CD 25:R:395:ASN:CB 2.76 0.43
24:Q:427:PHE:HE1 25:R:420:ALA:HB2 1.83 0.43
25:R:43:ARG:CZ 25:R:43:ARG:HB2 2.49 0.43
25:R:150:ALA:O 25:R:154:LEU:N 2.29 0.43
26:S:258:GLU:OE2 26:S:260:PRO:HB3 2.18 0.43
26:S:467:PHE:CA 26:S:470:GLN:HB2 2.48 0.43
27:T:148:LEU:O 27:T:151: TRP:HB2 2.18 0.43
28:U:292:ILE:HG12 28:U:295:LYS:NZ 2.34 0.43
33:7:528:LEU:O 33:7:531:ALA:HB3 2.18 0.43
33:7:805:LEU:O 33:7:809:MET:HG3 2.18 0.43
33:7:975:SER:O 33:7:977:1LE:HG23 2.18 0.43
11:d:119:ARG:CZ 11:d:119:ARG:HB2 2.49 0.43
11:d:123:SER:C 12:e:135:SER:HB3 2.44 0.43
12:€:35:SER:O 12:e:79:SER:OG 2.24 0.43
12:e:54:ALA:HA 12:e:59:LEU:HD23 2.01 0.43
3:h:11:LEU:HD21 3:h:17:SER:HB2 2.00 0.43
3:h:15:GLU:HB3 4:1:145:HIS:CG 2.53 0.43
3:h:55:ARG:HG3 3:h:57:HIS:O 2.19 0.43
4:1:176: THR:N 4:1:179:GLU:HB2 2.34 0.43
4:1:177:LYS:O 4:1:181:ILE:N 2.36 0.43
7:1:271:LEU:O 7:1:274:LYS:HB3 2.19 0.43
2:2:58:ASP:N 2:2:74:ARG:NH2 2.66 0.43
2:2:253:ASP:0O 2:2:256:LYS:HG2 2.18 0.43
3:3:20: THR:CB 3:3:36:ASP:0OD2 2.67 0.43
4:4:206:VAL:HB 4:4:214:GLU:HG2 2.01 0.43
5:5:118:LYS:HG2 5:5:119:PRO:O 2.19 0.43
2:9:40:THR:N 2:9:62:SER:O 2.38 0.43
8:A:42:SER:O 8:A:171:THR:N 2.36 0.43
10:C:36:ILE:HA 10:C:164:SER:HA 1.99 0.43
11:D:93:ALA:O 11:D:97:ARG:HG3 2.18 0.43
11:D:110:THR:HG23 | 11:D:135:ILE:HD12 2.01 0.43
12:E:147:HIS:HD?2 12:E:153:TYR:CE2 2.37 0.43
13:F:195:GLU:HG2 13:F:199:GLN:HE21 1.83 0.43
15:H:55:ASP:O 15:H:59:ILE:N 2.48 0.43
16:1:175:LEU:HD23 16:1:187:LEU:HD22 2.01 0.43
16:1:244:LYS:CE 16:1:371:ILE:HG13 2.48 0.43
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17:J:113:VAL:HG12 17:J:125:VAL:HG22 2.00 0.43
18:K:219:LYS:O 18:K:222:LEU:HB2 2.19 0.43
18:K:294:ARG:O 18:K:298:GLU:N 2.23 0.43
19:L:387:ASN:OD1 19:L:387:ASN:C 2.61 0.43
20:M:189:GLN:O 20:M:193:LEU:HG 2.18 0.43
20:M:216:LYS:HE3 20:M:321:VAL:CG2 2.47 0.43
20:M:307:GLU:O 20:M:311:GLN:HG3 2.18 0.43
21:N:25:LEU:HA 21:N:28.1LE:HB 2.01 0.43
21:N:383:LYS:O 21:N:387:ALA:N 2.52 0.43
21:N:469:VAL:HA 21:N:472:ASN:ND2 2.34 0.43
21:N:560:ALA:HA 21:N:594:VAL:HA 2.01 0.43
21:N:715:ILE:O 21:N:716:GLN:NE2 2.52 0.43
21:N:769:PRO:HB2 21:N:914:VAL:HG22 2.01 0.43
22:0:217:LEU:O 22:0:220:SER:N 2.51 0.43
22:0:226:LYS:HG3 22:0:227:1LE:O 2.19 0.43
22:0:230:PHE:CZ 22:0:291:1LE:HD13 2.54 0.43
22:0:339:GLY:HA3 22:0:349: THR:O 2.18 0.43
23:P:221:TYR:CZ 23:P:244:1LE:HB 2.53 0.43
23:P:392:LYS:CE 24:Q:354:PHE:HD2 2.31 0.43
23:P:417:HIS:O 23:P:421:GLU:HG3 2.19 0.43
23:P:435:LYS:NZ 28:U:155:LEU:HD12 2.33 0.43
24:Q:84:TYR:O 24:Q:87:GLN:HB2 2.18 0.43
24:Q:178:HIS:HB3 24:Q:197:SER:O 2.19 0.43
24:Q:359:1LE:CG2 24:Q:373:VAL:CG1 2.90 0.43
25:R:37:LYS:HG3 25:R:38:VAL:N 2.34 0.43
25:R:133:ALA:HA 25:R:136:ASN:HD22 1.83 0.43
25:R:182:ASN:CG 25:R:320:LYS:HD2 2.44 0.43
25:R:309:LEU:HD23 25:R:312: TYR:HB3 2.00 0.43
25:R:382:ASP:OD1 25:R:384:VAL:N 2.52 0.43
26:S5:290:ASN:O 26:S:294:1LE:HG13 2.19 0.43
26:S:379:LEU:C 26:S:381:VAL:H 2.26 0.43
27:T:62:LEU:HD13 27:T:84:GLN:C 2.43 0.43
27:T:159:LYS:O 27:T:163:LEU-HG 2.18 0.43
27:T:161: TRP:HD1 27:T:185:1LE:HD12 1.83 0.43
28:U:24:ARG:HD3 29:V:99:GLY:C 2.44 0.43
28:U:76:MET:CB 29:V:94:MET:HE1 2.47 0.43
28:U:174:LEU:O 28:U:176:ARG:NH1 2.51 0.43
28:U:204:LEU:O 28:U:207:VAL:HB 2.19 0.43
28:U:292:ILE:HG12 28:U:295:LYS:CE 2.49 0.43
29:V:71:MET:HE3 29:V:72:PRO:HD2 1.99 0.43
30:W:15:TYR:HB2 30:W:115:CYS:CA 2.49 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
30:W:98.LEU:HD11 30:W:109:ARG:O 2.18 0.43
30:W:148:GLU:OE1 | 30:W:173: THR:HG22 2.18 0.43
33:7Z:510:LEU:O 33:7Z:513:ALA:HB3 2.17 0.43
33:2:764:LEU:O 33:2:772:ILE:HG21 2.18 0.43
33:7Z:815:MET:C 33:7:834:LEU:HD11 2.43 0.43
33:7:888:LEU:CD1 33:Z:901:PHE:HA 2.49 0.43
33:7:972:SER:CB 33:7:981:VAL:HG13 2.48 0.43
9:h:42:GLY:HA2 9:b:145:PHE:CG 2.54 0.43
10:¢:102:TYR:O 10:¢:104:GLU:HG3 2.18 0.43
10:¢:106:ILE:HD13 10:c:111:LEU:HB2 2.00 0.43
12:e:118:ASP:HB3 12:¢:122:ARG:HH21 1.84 0.43
13:£:115:LYS:HA 13:£:118:LYS:NZ 2.33 0.43
14:g:81:LEU:HB2 14:¢:84:ASP:0D2 2.19 0.43
14:g:220:SER:OG 14:¢:223:GLU:N 2.40 0.43
4:1:113:LYS:HG3 4:1:114:GLN:N 2.34 0.43
5:j:189:1ILE:O 5:j:196:VAL:N 2.36 0.43
6:k:91:SER:C 6:k:94:SER:H 2.26 0.43
1:1:27:ASN:ND2 2:2:168:VAL:HG11 2.33 0.43
2:2:44:-VAL:HG13 2:2:57:ALA:HB2 2.00 0.43
2:2:48:LYS:HB2 2:2:158:GLN:HG2 1.99 0.43
3:3:54:THR:0G1 3:3:64:ARG:NE 2.41 0.43
3:3:133:PRO:HB3 2:9:68:ARG:NH1 2.34 0.43
3:3:171:VAL:O 3:3:174:1LE:HB 2.19 0.43
4:4:113:LYS:HD?2 4:4:148:THR:HG21 2.01 0.43
4:4:132:VAL:HB 4:4:209:ILE:HA 2.01 0.43
4:4:178:GLU:HA 4:4:181:1LE:HD12 2.01 0.43
5:5:83:GLU:OE1 5:5:113:ASN:HA 2.16 0.43
6:6:146:HIS:HA 7:1:234:ARG:NH2 2.33 0.43
1:8:223:ILE:HD12 1:8:236:TYR:CE1 2.54 0.43
2:9:60:LEU:HD21 2:9:67:LEU:HD22 2.01 0.43
2:9:93:MET:O 2:9:97:GLU:HG3 2.19 0.43
2:9:164:ASN:OD1 2:9:168:VAL:N 2.51 0.43
2:9:166:LEU:HD23 2:9:166:LEU:HA 1.85 0.43
9:B:68:THR:N 9:B:71:1LE:O 2.41 0.43
11:D:42:VAL:HB 11:D:215:VAL:CG1 2.49 0.43
12:E:147:HIS:CE1 12:E:224:LYS:HD2 2.52 0.43
12:E:177:GLU:O 12:E:180:GLN:HB3 2.18 0.43
13:F:213:ILE:HB 13:F:225:TYR:HB2 2.01 0.43
17:J:245:1LE:N 17:J:289:LYS:0O 2.47 0.43
18:K:217:THR:CA 18:K:381:ALA:HB2 2.49 0.43
18:K:223:VAL:O 18:K:227:ALA:N 2.31 0.43
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18:K:261:ALA:HB1 18:K:312: VAL:HG21 2.00 0.43
18:K:287:GLY:O 18:K:289:ASP:N 2.52 0.43
19:L:147: THR:OG1 19:L:157:ARG:HB3 2.19 0.43
20:M:121: THR:HG23 20:M:125:GLN:O 2.18 0.43
20:M:166:ARG:O 20:M:166:ARG:HG2 2.19 0.43
20:M:375:ASN:HB3 20:M:378:GLU:OE1 2.19 0.43
20:M:392:LYS:0O 20:M:395:THR:HB 2.19 0.43
21:N:94:LYS:HE3 21:N:99:GLU:OE2 2.19 0.43
21:N:180:SER:O 21:N:183:VAL:HB 2.19 0.43
21:N:702:ALA:O 21:N:705:ILE:HB 2.19 0.43
21:N:738:GLN:HG2 21:N:741:TYR:CD1 2.54 0.43
21:N:875:LEU:HB3 21:N:878:GLN:CB 2.48 0.43
21:N:899:ASN:HB2 21:N:902:VAL:CG2 2.49 0.43
22:0:140:LYS:C 22:0:140:LYS:CD 2.92 0.43
22:0:232:GLU:C 22:0:234:LEU:N 2.76 0.43
22:0:287:LEU:O 22:0:288:ARG:C 2.62 0.43
23:P:231:LYS:NZ 23:P:240:TYR:HE2 2.17 0.43
23:P:278:ASN:HA 23:P:281:1ILE:HG13 2.01 0.43
24:Q:10:GLU:HA 24:Q:13:ARG:HB2 2.00 0.43
25:R:60:ALA:O 25:R:63:TYR:N 2.51 0.43
25:R:78:ASP:CG 25:R:80:GLU:H 2.26 0.43
25:R:130:GLN:CD 25:R:160:LYS:HE3 2.42 0.43
26:S:230:LYS:CD 26:S:257:LEU:HD11 2.49 0.43
26:S:260:PRO:HA 26:S:261:HIS:HA 1.49 0.43
26:S:345:TYR:O 26:S:349: THR:N 2.25 0.43
26:S:386:ASN:HA 26:5:389:LYS:HE2 2.00 0.43
26:S:393:ARG:HB2 26:S:432:1LE:HG22 2.00 0.43
27:T:144:TYR:HB3 27:T:148:LEU:HD11 2.01 0.43
27:T:193: THR:HG22 27:T:235:PHE:HE2 1.82 0.43
27:T:250:MET:N 27:T:252:GLU:HB2 2.23 0.43
27:T:257: THR:CA 27:T:260:ILE:HB 2.42 0.43
28:U:171:VAL:HG13 | 29:V:213:LEU:HD21 2.00 0.43
28:U:189:ARG:HA 28:U:192:ASN:ND2 2.33 0.43
28:U:193:GLN:O 28:U:196:SER:N 2.45 0.43
28:U:195:LYS:HD3 29:V:233:LYS:CB 2.49 0.43
28:U:263:LYS:CG 28:U:265:LEU:HG 2.48 0.43
30:W:145:GLY:C 30:W:148:GLU:HA 2.43 0.43
33:7:116:ALA:O 33:7Z:120:SER:OG 2.33 0.43
33:7:784:SER:HA 33:72:788:PRO:CD 2.40 0.43
33:2:877:THR:O 33:7:881:1ILE:HG13 2.18 0.43
33:7:884:THR:HA 33:7:903:MET:CE 2.48 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
9:b:37:1ILE:HD12 9:b:192:ALA:HB2 2.01 0.43
9:b:116:LYS:O 9:b:120:GLU:HG3 2.19 0.43
12:€:128:SER:OG 13:f:122:SER:O 2.25 0.43
13:f:138:ASP:OD1 13:£:141:GLY:N 2.52 0.43
4:1:178:GLU:HA 4:1:181:ILE:HD12 2.01 0.43
7:1:260: TRP:CD1 7:1:260: TRP:H 2.37 0.43
2:2:92:ASP:0O 2:2:96:ILE:HG13 2.19 0.43
4:4:155:SER:HB3 4:4:167:LEU:HD11 2.01 0.43
6:6:91:SER:C 6:6:94:SER:H 2.26 0.43
1:8:49:ILE:HG21 4:1:196:LEU:HD11 2.01 0.43
1:8:49:ILE:O 1:8:55:ASN:ND2 2.52 0.43
2:9:40:THR:O 2:9:62:SER:N 2.42 0.43
2:9:113:LEU:HB2 2:9:118:GLU:CG 2.48 0.43
2:9:220:ARG:O 3:h:45:.1LE:N 2.35 0.43
2:9:261:TYR:CD2 3:h:72: GLN:HG2 2.54 0.43
8:A:133:TYR:N 8:A:133:TYR:CD1 2.85 0.43
8:A:200:GLU:HG3 8:A:244:ARG:HH21 1.83 0.43
9:B:49:LYS:HE3 9:B:207:ASP:O 2.18 0.43
9:B:116:LYS:O 9:B:120:GLU:HG3 2.18 0.43
9:B:196:LEU:O 9:B:200:VAL:HG23 2.19 0.43
10:C:91:ALA:HB2 10:C:115:LEU:HD11 2.01 0.43
10:C:124:GLN:HA 11:D:127:ARG:NE 2.34 0.43
10:C:186:VAL:HB 10:C:217:ARG:HH21 1.83 0.43
10:C:201: THR:OG1 10:C:206:LEU:HD13 2.18 0.43
11:D:32:CYS:O 11:D:47:GLU:HG2 2.19 0.43
13:F:166:GLN:O 13:F:169:LYS:HB3 2.19 0.43
14:G:73:HIS:CD2 14:G:74:ILE:HG13 2.53 0.43
14:G:79:SER:OG 14:G:165: THR:HG23 2.19 0.43
15:H:96:PRO:CB 15:H:192:ASP:C 2.80 0.43
15:H:168:1ILE:HD12 15:H:168:1LE:HG23 1.80 0.43
15:H:175:GLY:HA3 15:H:189:PRO:CB 2.48 0.43
15:H:178:ARG:HD2 15:H:193:PRO:HD2 2.01 0.43
15:H:282:LYS:HA 16:1:283:TYR:CZ 2.53 0.43
16:1:127:ARG:HE 16:1:184:VAL:HG11 1.82 0.43
16:1:136:LEU:HD23 16:1:136:LEU:HA 1.80 0.43
16:1:420: GLN:O 16:1:424: THR:N 2.52 0.43
17:J:365:ALA:HA 17:J:368: TYR:HD2 1.83 0.43
18:K:96:ILE:HG13 19:L:128:ILE:N 2.33 0.43
18:K:135:MET:HA 18:K:259:ARG:NH1 2.32 0.43
18:K:251:PRO:HB3 18:K:298:GLU:HG2 2.01 0.43
18:K:387:MET:0O 18:K:390:ALA:HB3 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
18:K:391:GLY:HA2 18:K:402:ILE:CD1 2.49 0.43
19:L:111:GLU:HA 19:L:117:TYR:CD1 2.53 0.43
19:L:117:TYR:CE2 19:L:131:VAL:HG12 2.54 0.43
19:1:145:ARG:HH21 19:L:161:ARG:HG3 1.84 0.43
19:1:196:VAL:HG13 19:L:197:ILE:HG13 2.01 0.43
19:1:283:VAL:CG1 19:L:286:ILE:HG13 2.44 0.43
19:1:375:ASP:CG 19:1:378:ALA:HB3 2.44 0.43
20:M:137:PRO:HA 20:M:140:LEU:HD12 2.01 0.43
20:M:336:ALA:CB 20:M:342:ARG:HD3 2.49 0.43
20:M:398:ALA:HB2 20:M:415:PHE:HA 2.01 0.43
21:N:510:HIS:CD2 21:N:513:ILE:HD12 2.53 0.43
21:N:718:GLU:OE1 21:N:725:LEU:HG 2.18 0.43
22:0:41:LEU:CD1 22:0:81:TYR:HB3 2.40 0.43
22:0:283:HIS:HA 22:0:286:PHE:HB2 1.99 0.43
22:0:308:LEU:HB2 22:0:350:ILE:CD1 2.49 0.43
23:P:91:LEU:HB3 23:P:95:TYR:CZ 2.54 0.43
23:P:167:THR:O 23:P:168:TYR:C 2.62 0.43
23:P:188:ILE:O 23:P:191:GLY:N 2.52 0.43
23:P:307:GLU:O 23:P:308:LEU:HB3 2.18 0.43
23:P:392:LYS:HE3 24:QQ:354:PHE:HD?2 1.82 0.43
23:P:433:ILE:O 23:P:436:GLU:HB2 2.19 0.43
24:QQ:58:ILE:CA 24:QQ:61:LEU:HB3 2.48 0.43
24:QQ:243:PHE:CE1 24:Q:262:LEU:HB2 2.54 0.43
25:R:113:LEU:CD1 25:R:137:LEU:HD13 2.49 0.43
25:R:254:SER:OG 25:R:255:VAL:N 2.52 0.43
26:S:13:SER:O 26:S:17:ASP:N 2.41 0.43
26:S:142:VAL:HA 26:5:145:PHE:CZ 2.53 0.43
26:5:329:GLU:C 26:5:331:SER:H 2.27 0.43
26:S:332:PHE:C 26:S:334:HIS:N 2.77 0.43
27:T:255:GLN:H 27:T:255:GLN:CD 2.27 0.43
28:U:6:GLU:HG2 28:U:43:SER:O 2.19 0.43
28:U:49:THR:O 29:V:39:LYS:HE3 2.19 0.43
29:V:38:LEU:HD23 29:V:38:LEU:HA 1.80 0.43
33:7:103:TYR:HB2 33:7:115:LEU:HD23 2.01 0.43
33:7:112:LYS:HZ3 33:7:202:ARG:CG 2.27 0.43
33:7:278:LEU:HB2 33:7:300:ALA:HB1 1.99 0.43
33:7:308:LYS:HE2 33:7:345:GLU:CG 2.49 0.43
33:7:353:VAL:N 33:7:354:PRO:HD2 2.34 0.43
33:7Z:784:SER:O 33:7:788:PRO:HG3 2.18 0.43
33:7:862:MET:N 33:7:911:LYS:HG3 2.34 0.43
8:a:43:LEU:C 8:a:43:LEU:HD12 2.43 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
8:a:165:GLY:HA3 9:b:60: THR:HG21 2.01 0.43
R:2:166:TYR:HB3 8:a:168:ALA:O 2.19 0.43
9:b:35:LEU:C 9:b:35:LEU:HD12 2.44 0.43
9:b:175:LEU:HD21 9:b:195:THR:HG21 2.01 0.43
10:¢:20:TYR:O 10:¢:23:GLU:HB2 2.19 0.43
10:¢:149:TYR:CE1 11:d:59:ILE:HD12 2.54 0.43
11:d:32:CYS:O 11:d:47:GLU:HG2 2.19 0.43
11:d:81:ASP:HB3 11:d:129:PHE:HD1 1.84 0.43
11:d:93:ALA:O 11:d:97:ARG:HG3 2.18 0.43
11:d:143:ASP:HB2 11:d:217:PRO:HG3 2.00 0.43
12:€:46:VAL:HG23 12:¢:153: TYR:HB3 2.00 0.43
12:e:147:HIS:HD2 12:e:153:TYR:CE2 2.37 0.43
14:g:40:1LE:O 14:g:47:-VAL:N 2.41 0.43
14:¢:55: THR:HB 14:g:59:LEU:HD11 2.01 0.43
14:g:73:HIS:CD2 14:g:74:1LE:HG13 2.53 0.43
4:1:67:SER:O 4:1:68:PRO:C 2.61 0.43
7:1:94:ARG:NH2 7:1:247:GLY:HA3 2.33 0.43
2:2:60:LEU:HD21 2:2:67:-LEU:HD22 2.01 0.43
2:2:93:MET:O 2:2:97:GLU:HG3 2.19 0.43
2:2:246:GLN:O 2:2:248:GLU:HG2 2.19 0.43
4:4:113:LYS:HG3 4:4:114:GLN:N 2.34 0.43
4:4:172:LYS:HG3 4:4:173:GLN:O 2.19 0.43
4:4:176:THR:N 4:4:179:GLU:HB2 2.34 0.43
5:5:80:ARG:CD 9:B:142:PHE:HD2 2.32 0.43
6:6:23:ARG:HD3 6:6:23:ARG:HA 1.73 0.43
7:7:213:GLY:O 6:k:143:LEU:HD21 2.19 0.43
7:7:251:ASN:HB3 7:7:262:TYR:HE1 1.83 0.43
1:8:20:GLN:HG2 1:8:21:PHE:O 2.19 0.43
1:8:42:LEU:HD23 1:8:43:ALA:N 2.34 0.43
1:8:109:ALA:HA 1:8:144:PHE:CZ 2.53 0.43
1:8:225:ILE:HG21 1:8:232:ARG:NH2 2.34 0.43
2:9:37:PRO:O 2:9:38:ILE:HD13 2.19 0.43
10:C:20:TYR:O 10:C:23:GLU:HB2 2.19 0.43
12:E:54:ALA:HA 12:E:59:LEU:HD23 2.01 0.43
12:E:226:ASP:O 12:E:229:LYS:HE2 2.19 0.43
13:F:80:ASP:O 13:F:83:VAL:HB 2.19 0.43
16:1:146:ILE:HD11 16:1:154:ASP:HB3 1.99 0.43
16:1:278:GLU:O 16:1:279:LEU:HD23 2.17 0.43
18:K:180:GLN:O 18:K:183:GLU:HB3 2.18 0.43
18:K:293:GLN:O 18:K:297:ILE:HG12 2.18 0.43
18:K:399:ARG:NH2 18:K:401:VAL:HG23 2.34 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
19:L:105:ILE:HD11 20:M:128:PHE:CB 2.49 0.43
19:L:112:LEU:HD23 19:L:116:LYS:HB3 2.01 0.43
19:1:123:SER:HB3 20:M:125:GLN:HA 1.99 0.43
19:1:260:ALA:HB1 19:L:264:ARG:CZ 2.49 0.43
19:L:330:PRO:C 19:L:332: THR:H 2.26 0.43
19:L:386:PHE:CZ 19:1:422:VAL:HG12 2.53 0.43
20:M:77:TYR:CD2 20:M:148:VAL:N 2.87 0.43
20:M:180: TYR:HE2 20:M:238:GLN:OE1 2.02 0.43
20:M:194:VAL:HA 20:M:198:VAL:HG23 2.01 0.43
21:N:150:LEU:HD13 21:N:169:ALA:HB1 2.01 0.43
21:N:194:ILE:HD13 21:N:227:LYS:HE2 2.01 0.43
21:N:198: THR:OG1 21:N:199:ASN:N 2.52 0.43
21:N:669:GLU:C 21:N:671:LEU:H 2.27 0.43
23:P:220: TYR:OH 23:P:224:LEU:HD13 2.18 0.43
23:P:435:LYS:HG2 23:P:439:MET:HG3 2.00 0.43
24:Q:27:-TYR:CG 24:Q:61:LEU:HD13 2.54 0.43
24:Q:53:GLU:HA 24:Q:56: THR:0G1 2.19 0.43
24:Q:314:PHE:HD2 24:Q:339:TYR:CE2 2.37 0.43
25:R:134: TRP:HB3 25:R:157:SER:OG 2.18 0.43
25:R:198:ILE:HG12 25:R:200:LYS:CG 2.49 0.43
25:R:280:ILE:O 25:R:282: THR:N 2.52 0.43
25:R:302:ALA:O 25:R:303:SER:C 2.62 0.43
26:S:230:LYS:CE 26:S:257:LEU:HD11 2.49 0.43
27:T:37:ASN:O 27:T:39:LEU:HG 2.18 0.43
27:T:149:ASP:0OD1 27:T:153:MET:HE3 2.19 0.43
28:U:230:GLN:HA 28:U:233:PHE:CZ 2.54 0.43
28:U:285:ILE:HA 28:U:288:PHE:HD2 1.75 0.43
30:W:35:PHE:CD2 30:W:182:TYR:HB2 2.53 0.43
30:W:125:LEU:HD22 | 30:W:153:LEU:HD22 2.01 0.43
30:W:126:1LE:HG23 30:W:160:ALA:HB1 2.01 0.43
30:W:177:GLY:C 30:W:179:ARG:H 2.24 0.43
33:7:140:LEU:HD21 33:7:199:ASP:0OD1 2.19 0.43
33:7:157:LEU:HD23 33:7Z:157:LEU:HA 1.80 0.43
33:7:762:GLY:H 33:7:789:GLN:HE22 1.64 0.43
33:7:764:LEU:HA 33:Z:767:-TYR:CE2 2.54 0.43
33:Z:766:HIS:HD1 33:7:799:PHE:HE2 1.64 0.43
8:a:135:ARG:NE 14:g:125:LEU:HD23 2.34 0.43
8:a:244:ARG:O 8:a:248:.ILE:HG23 2.19 0.43
9:b:49:LYS:HE3 9:b:207:ASP:O 2.18 0.43
10:c:47:ALA:HB2 10:c:213:PHE:HD1 1.84 0.43
11:d:187:THR:HG22 11:d:189:GLU:H 1.83 0.43
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5:3:87:PHE:O 5:j:91:VAL:HG23 2.18 0.43
6:k:147:HIS:O 6:k:149:ARG:NH1 2.52 0.43
7:1:112:1ILE:HB 7:1:116:LEU:HB2 2.01 0.43
7:1:276:LYS:HG3 7:1:281:SER:O 2.19 0.43
1:1:219:ASP:OD1 1:1:240:ARG:HA 2.18 0.42
2:2:58:ASP:HA 2:2:228:PHE:HB3 2.00 0.42
2:2:143:LEU:HD23 2:2:143:LEU:HA 1.82 0.42
4:4:113:LYS:HG3 4:4:114:GLN:H 1.83 0.42
7:7:141:HIS:CE1 7:7:145:GLU:HG3 2.53 0.42
7:7:241:HIS:CE1 5:j:183: TRP:NE1 2.87 0.42
7:7:242: ARG:HA 5:j:183: TRP:HZ2 1.84 0.42
1:8:68:ASN:ND2 1:8:230:GLY:HA2 2.34 0.42
1:8:192:LYS:HB3 1:8:192:LYS:HE3 1.76 0.42
2:9:55:1LE:O 2:9:230:LEU:HG 2.19 0.42
8:A:42:SER:N 8:A:171:THR:O 2.26 0.42
8:A:244:ARG:O R:A:248:1LE:HG23 2.19 0.42
13:F:50:LYS:HG2 13:F:61:LYS:HA 2.00 0.42
15:H:77:ALA:CB 15:H:102:CYS:HA 2.49 0.42
16:1:271:PHE:HE1 16:1:352:ILE:HD12 1.83 0.42
16:1:398:LEU:HD22 16:1:402:VAL:HG11 2.01 0.42
17:J:86:VAL:O 17:J:93:LYS:HA 2.19 0.42
17:J:143:PRO:HD2 17:J:210:PHE:CB 2.35 0.42
18:K:71:GLU:CD 21:N:608:LEU:HD13 2.44 0.42
18:K:280:LYS:HG3 18:K:281:ARG:O 2.18 0.42
18:K:379:SER:O 18:K:383:ILE:HG13 2.19 0.42
19:L:166:LEU:HD23 19:L:170:-MET:SD 2.59 0.42
19:L:226:THR.:O 19:1:388:GLY:HA3 2.19 0.42
19:1:382:MET:HB2 19:1.:419:VAL:HG11 2.00 0.42
20:M:282:GLU:HA 20:M:327: THR:HG22 2.01 0.42
21:N:57:ASP:O 21:N:59:GLU:N 2.52 0.42
21:N:139:ARG:O 21:N:142:GLU:HB2 2.19 0.42
21:N:245:LEU:HD13 | 21:N:253:LEU:HD23 2.01 0.42
21:N:900:ASN:O 21:N:903:VAL:HG13 2.19 0.42
22:0:12:SER:O 22:0:43:GLU:HB3 2.19 0.42
22:0:59:LEU:HA 22:0:62: TYR:CD2 2.54 0.42
22:0:190:TYR:HA 22:0:193:LEU:HD23 2.01 0.42
22:0:197:SER:HA 22:0:200:GLU:HB2 2.00 0.42
22:0:360:GLY:CA 22:0:363:ILE:HD12 2.49 0.42
23:P:40:LEU:HB3 23:P:44:LYS:NZ 2.34 0.42
23:P:270:LEU:HA 23:P:341:LEU:HD21 1.99 0.42
23:P:383:LEU:HA 23:P:383:LEU:HD23 1.80 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
23:P:422:LEU:HD22 23:P:426:1LE:HG23 2.01 0.42
24:Q:8:LEU:HG 24:Q:12:ARG:HH12 1.84 0.42
24:Q:75:ARG:O 24:Q:78:ILE:HB 2.19 0.42
24:Q:146:TYR:CZ 24:Q:183:LYS:HB3 2.54 0.42
25:R:131:ALA:O 25:R:135:ILE:HG12 2.19 0.42
25:R:259:PHE:CZ 25:R:332:GLU:HB3 2.51 0.42
26:5:200:GLU:N 26:S:201:1LE:CA 2.82 0.42
26:S:436:1LE:CG1 26:S:443:ILE:HG23 2.49 0.42
27:T:66:ALA:HB1 27:T:78:PHE:CD1 2.54 0.42
27:T:78:PHE:CE2 27:T:109:TYR:HB2 2.54 0.42
27:T:147:LYS:O 27:T:150:ARG:HB2 2.19 0.42
27:T:194:GLU:HA 27:T:235:PHE:CD2 2.54 0.42
27:T:213:ASN:O 27:T:216:GLU:HB2 2.19 0.42
27:T:261:GLU:HA 27:T:264:MET:HE3 2.00 0.42
28:U:279:SER:O 28:U:280:ASN:C 2.61 0.42
29:V:135:ARG:HB2 29:V:157:ARG:NE 2.34 0.42
29:V:231:GLU:O 29:V:235:GLU:N 2.52 0.42
30:W:113:PHE:CE1 | 30:W:181:LEU:HD21 2.48 0.42
33:72:99:LEU-HG 33:7:115:LEU:HD11 2.01 0.42
33:7:264:PHE:HA 33:7:267:-THR:HB 2.01 0.42
33:7:407:VAL:HG13 33:7:418:ALA:HB3 2.01 0.42
33:7:862:MET:HE3 33:7:909:ARG:O 2.18 0.42
33:7:923:1LE:C 33:7:959:HIS:ND1 2.77 0.42
33:7:925:VAL:HG23 33:72:992:GLU:O 2.19 0.42
33:7:928:ARG:HD2 33:7:968:ASP:HA 1.99 0.42
8:a:46:ARG:NH2 8:a:192:ASP:HB2 2.34 0.42
8:a:135:ARG:HE 14:g:125:LEU:HA 1.84 0.42
9:b:35:LEU:HD11 9:b:46:ALA:HB3 2.01 0.42
9:b:157:PHE:HE1 9:b:159: TRP:CZ2 2.37 0.42
11:d:97:ARG:HA 11:d:102:ASP:O 2.19 0.42
12:e:151:ASP:HB3 12:e:154:GLN:CD 2.44 0.42
12:€:188:HIS:CE1 12:€:190:SER:HG 2.30 0.42
13:£:213:ILE:HB 13:£:225:TYR:HB2 2.01 0.42
14:¢:70:VAL:O 14:g:74:1LE:HB 2.19 0.42
4:1:133:ASP:CG 4:1:135:THR:HG1 2.18 0.42
4:1:143:HIS:HB2 4:1:147:SER:OG 2.18 0.42
4:1:178:GLU:N 4:1:178:GLU:OE1 2.25 0.42
6:k:184:VAL:HA 6:k:188:GLY:O 2.20 0.42
7:1:162:VAL:HG11 7:1:192:SER:HA 2.01 0.42
1:1:49:ILE:O 1:1:55:ASN:ND2 2.52 0.42
1:1:108:ALA:O 1:1:112:ILE:N 2.30 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
2:2:94:GLN:HB3 3:h:102:LYS:NZ 2.34 0.42
3:3:23:MET:HG2 3:3:178:LEU:HD21 2.02 0.42
4:4:143:HIS:HB2 4:4:147:SER:OG 2.19 0.42
5:5:27:LEU:HD23 5:5:27:LEU:HA 1.80 0.42
5:5:124:PHE:CE1 5:5:130:1ILE:HA 2.54 0.42
6:6:86:GLN:OFE1 10:C:101: THR:HA 2.19 0.42
6:6:141:PHE:O 6:6:145:ASP:N 2.33 0.42
2:9:246:GLN:O 2:9:248:GLU:HG2 2.19 0.42
8:A:20:SER:N 8:A:24:ARG:H 2.15 0.42
8:A:46:ARG:NH2 8:A:192:ASP:HB2 2.34 0.42
9:B:2:THR:O 9:B:3:ASP:C 2.62 0.42
9:B:175:LEU:HD21 9:B:195:THR:HG21 2.01 0.42
10:C:189:ALA:HA 10:C:192:LEU:HB3 2.01 0.42
11:D:83:ARG:HA 11:D:86:ILE:HD12 2.00 0.42
12:E:236:THR:O 12:E:240:1LE:HG13 2.19 0.42
13:F:198:SER:O 13:F:201:LEU:HB2 2.19 0.42
14:G:81:LEU:HB2 14:G:84:ASP:0D2 2.19 0.42
15:H:282:LYS:NZ 16:1:286:ASP:HB2 2.34 0.42
15:H:341:ASP:0OD1 15:H:367:ARG:NH2 2.52 0.42
15:H:426:ALA:O 15:H:429:PHE:HB2 2.19 0.42
16:1:242:PRO:HG3 16:1:346:ARG:CA 2.49 0.42
16:1:276:GLY:O 16:1:279:LEU:N 2.42 0.42
18:K:138:ALA:O 18:K:147:VAL:N 2.44 0.42
18:K:177:LEU:HA 18:K:177:LEU:HD23 1.74 0.42
18:K:275:ASP:OD1 18:K:275:ASP:N 2.49 0.42
18:K:281:ARG:NH1 18:K:290:ARG:HG2 2.34 0.42
19:L:95:ILE:HD13 20:M:32:THR:OG1 2.19 0.42
19:L:228:LYS:HZ3 19:1.:328:ASN:HA 1.85 0.42
20:M:145:LEU:CB 20:M:159:LEU:HB2 2.49 0.42
20:M:230:LEU:HA 20:M:233:ARG:HB2 2.00 0.42
21:N:13:LEU:HD12 21:N:13:LEU:HA 1.85 0.42
21:N:335:ALA:HA 21:N:338:PHE:CD2 2.54 0.42
21:N:412:TYR:O 21:N:416:GLY:N 2.52 0.42
21:N:761:ILE:CG2 21:N:766:GLN:HG2 2.49 0.42
22:0:82:LEU:C 22:0:84:ALA:N 2.74 0.42
22:0:301:PHE:HB2 22:0:305:1LE:HA 2.00 0.42
23:P:168:TYR:CB 23:P:170:SER:H 2.32 0.42
23:P:207: THR:HA 23:P:210:ASN:ND2 2.34 0.42
23:P:362:LEU:HD11 23:P:373:GLU:HA 2.00 0.42
24:Q:278:VAL:O 24:QQ:282:LEU:HG 2.18 0.42
25:R:76:GLN:CB 25:R:87:SER:HB2 2.40 0.42

Continued on next page...




Page 364 Full wwPDB EM Validation Report EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash
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25:R:193:ALA:O 25:R:197:MET:HG2 2.19 0.42
25:R:274:PRO:HA 25:R:277:LEU:HB2 2.01 0.42
25:R:301:TYR:CE2 25:R:359:VAL:HG11 2.49 0.42
25:R:365:ASP:HA 25:R:368:LEU:HB3 2.01 0.42
25:R:420:ALA:O 25:R:421:VAL:C 2.61 0.42
26:S:345: TYR:HA 26:S:348:LEU:HB2 2.01 0.42
26:S:360:PHE:CZ 26:5:380:CYS:HB3 2.49 0.42
26:S:368:LYS:CE 27:T:133:1ILE:HD13 2.49 0.42
27:T:133:ILE:HG23 27:T:137:GLU:HG2 2.02 0.42
27:T:214:GLU:O 27:T:217:-THR:HB 2.18 0.42
28:U:275:VAL:HA 28:U:278:ILE:HG13 2.00 0.42
29:V:23:THR:OG1 29:V:164:LEU:N 2.34 0.42
29:V:52:LEU:HB2 29:V:69:PHE:CE2 2.54 0.42
29:V:146:SER:HA 29:V:152:VAL:H 1.83 0.42
30:W:15:TYR:OH 30:W:149:GLN:NE2 2.52 0.42
30:W:188:SER:C 30:W:190:ILE:H 2.26 0.42
31:X:36:LYS:O 31:X:38:ASN:N 2.52 0.42
31:X:69:1ILE:HA 31:X:70:PRO:HD3 1.83 0.42
33:72:112:LYS:HG2 33:7:140:LEU:O 2.19 0.42
33:7:565:PHE:HZ 33:7:896:LYS:HZ3 1.67 0.42
33:7:602:LEU:HD11 | 33:Z:882:LEU:HD21 2.00 0.42
8:a:204:GLU:OE2 R:a:244:ARG:HA 2.19 0.42
10:¢:120:GLN:NE2 11:d:84:ILE:HG12 2.34 0.42
10:¢:180:TYR:CZ 10:¢:182:ASP:HA 2.54 0.42
11:d:83:ARG:HA 11:d:86:ILE:HD12 2.00 0.42
12:e:85:ALA:O 12:e:89:ILE:HG12 2.18 0.42
12:€:147:HIS:NE2 12::152:GLY:HA2 2.34 0.42
12::226:ASP:O 12::229:LYS:HE2 2.19 0.42
13:£:166:GLN:O 13:£:169:LYS:HB3 2.19 0.42
14:g:171:SER:O 14:g:175:GLU:HG2 2.20 0.42
14:¢:204:HIS:CD2 14:¢:208:LYS:HA 2.54 0.42
3:h:23:MET:CB 3:h:145:ILE:HG22 2.50 0.42
3:h:171:VAL:O 3:h:174:ILE:HB 2.19 0.42
4:1:74:GLY:HA2 4:1:126:TYR:O 2.18 0.42
4:1:172:LYS:HG3 4:1:173:GLN:O 2.19 0.42
5:3:193:ASP:0OD1 5:j:194:GLU:HG2 2.19 0.42
3:3:23:MET:CB 3:3:145:1LE:HG22 2.50 0.42
3:3:32:1ILE:HD11 3:3:167:LYS:HG3 2.01 0.42
3:3:64:ARG:HD2 3:3:71: THR:HB 2.01 0.42
4:4:225:ARG:HG2 4:4:226:GLU:O 2.19 0.42
7:7:176:1LE:O 7:7:187:ILE:HA 2.20 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
2:9:143:LEU:HA 2:9:143:LEU:HD23 1.82 0.42
8:A:40:ILE:HA 8:A:56:GLN:OE1 2.19 0.42
9:B:149:GLN:O 9:B:156: TYR:HA 2.19 0.42
9:B:205:ASN:OD1 9:B:208: THR:N 2.47 0.42
14:G:12:ASN:HB3 14:G:127:ASN:CA 2.48 0.42
15:H:186:PRO:C 15:H:187:LEU:O 2.62 0.42
15:H:249:TYR.:O 15:H:377:PHE:HB2 2.19 0.42
15:H:270: THR:HG21 15:H:301:LYS:HD3 2.00 0.42
15:H:389:PHE:CE1 15:H:422:VAL:HG21 2.53 0.42
15:H:405:GLU:HG2 15:H:409:ARG:NH1 2.35 0.42
16:1:282:LYS:C 17:J:221:LYS:HD2 2.44 0.42
16:1:362: ASP:O 16:1:365:LEU:HB3 2.18 0.42
18:K:218:GLY:HA2 18:K:221:MET:SD 2.59 0.42
18:K:281:ARG:HB3 18:K:283:ASP:0O 2.19 0.42
19:L:351:LEU:HD13 19:L:385:GLY:C 2.44 0.42
20:M:132:VAL:HG21 20:M:155:ILE:O 2.20 0.42
20:M:318:ASP:HB2 20:M:321:VAL:HG22 2.00 0.42
20:M:357:ARG:NH2 20:M:383:THR:C 2.77 0.42
20:M:378:GLU:OE1 20:M:412:HIS:CE1 2.72 0.42
21:N:23:TYR:CG 27:T:35:ILE:HG23 2.54 0.42
21:N:60:MET:HE2 21:N:88:ARG:HH21 1.84 0.42
21:N:117:TYR:CE1 21:N:121:GLU:HG2 2.54 0.42
21:N:163:LEU:HD22 21:N:209:LYS:HE3 2.01 0.42
21:N:181:GLU:HA 21:N:184:LYS:HB2 2.01 0.42
21:N:239:LEU:HD23 21:N:242:PHE:CD2 2.50 0.42
21:N:277:LEU:HG 21:N:282:TYR:HB3 2.01 0.42
21:N:405:LEU:HB3 21:N:446:ALA:HA 2.01 0.42
21:N:409:GLY:O 21:N:413:ALA:N 2.53 0.42
21:N:745:LEU:HD23 21:N:745:LEU:HA 1.81 0.42
22:0:76:LEU:HD21 22:0:79:VAL:HG13 2.02 0.42
22:0:296:LEU:HA 22:0:300:VAL:CG2 2.50 0.42
22:0:306:ARG:NH1 22:0:351:SER:O 2.52 0.42
22:0:365:LYS:HA 22:0:368:ASP:0D2 2.20 0.42
22:0:380:LEU:C 22:0:382:LYS:N 2.76 0.42
23:P:43:GLU:O 23:P:47:ARG:HB3 2.18 0.42
23:P:127:GLU:O 23:P:136:ARG:HD?2 2.19 0.42
23:P:287:ASP:CB 23:P:294:GLU:HG2 2.49 0.42
23:P:393:VAL:HB 24:Q:352:GLU:CA 2.39 0.42
24:Q:9:GLU:HA 24:Q:12:ARG:HH11 1.83 0.42
24:Q:41:ALA:HB1 24:Q:51:ARG:HG2 2.00 0.42
25:R:40:ILE:HA 25:R:43:ARG:NH1 2.34 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
25:R:93:LYS:HG2 25:R:94:PHE:N 2.34 0.42
25:R:95:ASP:O 25:R:98:LEU:HB3 2.19 0.42
25:R:146:ASP:C 25:R:148:ASP:N 2.77 0.42
25:R:384:VAL:HG12 25:R:385:ASN:N 2.33 0.42
26:5:422:MET:HG2 26:S:425:ARG:HH11 1.83 0.42
27:T:152:LEU:HD23 27 T:157:- TYR:HD2 1.85 0.42
28:U:172:GLU:O 28:U:176:ARG:NH1 2.46 0.42
28:U:273:LEU:O 28:U:276:ILE:HB 2.19 0.42
33:7Z:110:ASN:O 33:7Z:113:SER:N 2.39 0.42
33:7Z:117:ASP:HB2 33:7:144:SER:HA 2.01 0.42
33:7:321:PHE:CZ 33:72:331:GLY:HA2 2.53 0.42
33:7Z:501:LYS:HA 33:7:533:VAL:HG13 2.00 0.42
9:b:77:GLY:CA 9:b:132:VAL:HG12 2.49 0.42
10:¢:185:LYS:HE3 10:¢:187:ASP:HB2 2.01 0.42
13:1:48:ALA:HB1 13:£:62:LYS:HB2 2.01 0.42
13:f:171:TYR:CA 13:f:174:ARG:HB3 2.46 0.42
13:£:198:SER:O 13:£:201:LEU:HB2 2.19 0.42
4:1:92:1LE:O 4:1:96:SER:N 2.32 0.42
1:1:29:GLY:C 1:1:61:LYS:NZ 2.77 0.42
1:1:156:ARG:NH1 7:1:102:ALA:O 2.43 0.42
4:4:234:PHE:CE2 5:5:169:GLN:HB2 2.55 0.42
5:5:31:SER:O 5:5:34:LEU:HB3 2.18 0.42
6:6:69:1LE:HD13 11:D:68:ASP:HA 2.01 0.42
6:6:109:LYS:O 6:6:112:ASN:N 2.52 0.42
6:6:147:HIS:O 6:6:149:ARG:NH1 2.52 0.42
6:6:165:VAL:HG12 6:6:169:GLU:HG3 2.00 0.42
6:6:184:VAL:HA 6:6:188:GLY:O 2.20 0.42
1:8:212:GLU:CG 4:1:225:ARG:HD2 2.49 0.42
1:8:221:LEU:HD21 1:8:223:ILE:HD11 2.02 0.42
2:9:220:ARG:NE 4:1:164:MET:SD 2.92 0.42
8:A:167:LYS:N 9:B:55:LEU:O 2.51 0.42
8:A:214:LEU:HD23 8:A:214:LEU:HA 1.83 0.42
9:B:119:GLN:NE2 10:C:86:1LE:HG13 2.34 0.42
10:C:185:LYS:HE3 10:C:187:ASP:HB2 2.01 0.42
12:E:85:ALA:O 12:E:89:ILE:HG12 2.18 0.42
13:F:48:ALA:HB1 13:F:62:LYS:HB2 2.01 0.42
13:F:138:ASP:OD1 13:F:141:GLY:N 2.52 0.42
13:F:171:TYR:CB 13:F:199:GLN:HG3 2.49 0.42
14:G:183:HIS:ND1 14:G:185:GLU:OE2 2.45 0.42
15:H:204:PRO:HG2 15:H:264:ALA:HB3 2.00 0.42
15:H:247:LEU:C 15:H:248:LEU:HD12 2.44 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
15:H:254: THR:HG22 16:1:367:ARG:CZ 2.49 0.42
15:H:381:ASP:0OD2 15:H:383:GLU:HB2 2.19 0.42
16:1:319:TYR:CD2 16:1:320:ASP:HB2 2.53 0.42
17:J:146: THR:HG23 17:J:149:MET:HG3 2.01 0.42
17:J:189:GLY:H 17:J:295:ASN:CG 2.27 0.42
17:J:389:VAL:HG12 17:J:393:ASN:ND2 2.34 0.42
18:K:191:PRO:HB2 18:K:313:LYS:HZ3 1.84 0.42
18:K:216:GLY:N 18:K:220: THR:H 2.13 0.42
19:L:92:GLU:C 19:1:96:LYS:HZ3 2.26 0.42
19:L:243:PHE:CE2 19:1:245:PHE:HB2 2.54 0.42
19:L:252:VAL:HG21 | 19:L:303:ARG:HH22 1.85 0.42
19:L:378:ALA:HA 19:1:381:LYS:CD 2.49 0.42
19:L:421:LYS:HA 19:1:424:GLU:OFE1 2.19 0.42
20:M:313:ASP:HB2 | 20:M:342:ARG:HH21 1.84 0.42
21:N:7:ALA:O 27:T:83:ASN:HB3 2.20 0.42
21:N:313:LEU:O 21:N:317:SER:N 2.52 0.42
21:N:324:LYS:HB2 21:N:328:PHE:N 2.33 0.42
21:N:367:ALA:O 21:N:370:SER:HB2 2.19 0.42
21:N:368: THR:HG21 21:N:400:ILE:O 2.19 0.42
21:N:593:PHE:CE1 21:N:627:1ILE:HD13 2.55 0.42
21:N:685:VAL:HG22 21:N:691:GLN:HG3 2.02 0.42
21:N:891:VAL:O 21:N:906:ARG:HB3 2.19 0.42
22:0:87:LYS:HG3 22:0:135:ARG:HG3 2.01 0.42
22:0:338:LYS:HB3 22:0:351:SER:HB2 2.01 0.42
22:0:380:LEU:CD1 27:T:258:ASN:HD22 2.25 0.42
23:P:39:LEU:HA 23:P:62:1ILE:HD13 2.01 0.42
23:P:234:TYR:CE1 23:P:329:PHE:HE1 2.37 0.42
24:QQ:293:SER:HB2 24:Q:324:GLU:OE2 2.19 0.42
24:Q:389:VAL:C 25:R:348:LEU:CB 2.92 0.42
25:R:49:PHE:O 25:R:53:LYS:HG3 2.19 0.42
25:R:302:ALA:O 25:R:306:PRO:HD2 2.19 0.42
26:S:342:LEU:CD2 26:S:346: TYR:HB2 2.49 0.42
27:T:249:MET-HG3 27:T:252:GLU:OE2 2.19 0.42
28:U:19:LEU:HD22 28:U:125:VAL:HA 2.00 0.42
28:U:32:ARG:HH22 28:U:100:ARG:HB2 1.84 0.42
28:U:235:LEU:O 28:U:261:LEU:HD11 2.20 0.42
29:V:110:SER:HB2 29:V:143:PRO:HG3 2.00 0.42
30:W:4:GLU:OE2 30:W:109:ARG:NH2 2.52 0.42
30:W:85:LEU:HD12 30:W:118:ILE:HA 2.01 0.42
30:W:101:ARG:HG3 30:W:104:LYS:HG2 2.00 0.42
31:X:121:ILE:O 31:X:125:MET:N 2.43 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
33:7:341:TYR:HA 33:7:345:GLU:CD 2.44 0.42
33:7:394:TYR:CE2 33:7:858:GLY:HA2 2.54 0.42
33:7:490:1LE:CD1 33:7:526:ALA:HB2 2.49 0.42
33:7Z:511:PRO:HA 33:7Z:514:ALA:HB3 2.02 0.42
9:b:148:TYR:HD1 9:b:158:PRO:HA 1.83 0.42
10:¢:152:ASN:CG 10:c:154:SER:HG 2.20 0.42
11:d:110: THR:HG23 11:d:135:1ILE:HD12 2.01 0.42
11:d:120: TYR:HA 11:d:123:SER:CB 2.48 0.42
12:e:184:LEU:HA 13:f:56:LEU:HD11 2.00 0.42
12:e:187: TRP:CD1 12::191:LEU:HD12 2.54 0.42
13:£:171:TYR:CB 13:£:199:GLN:HG3 2.49 0.42
14:¢:201: TYR:HD1 14:¢:212:PHE:HZ 1.66 0.42
3:h:64:ARG:HD2 3:h:71: THR:HB 2.02 0.42
3:h:157:CYS:0O 3:h:161:PHE:N 2.52 0.42
4:1:88:ILE:HG13 4:1:112:LEU:CD2 2.49 0.42
5:j:31:SER:O 5:j:34:LEU:HB3 2.18 0.42
6:k:2:ASP:0D2 6:k:34:LYS:HE2 2.16 0.42
6:k:183:ILE:O 6:k:189:ILE:HA 2.20 0.42
1:1:147:VAL:HG23 7:1:125:ALA:HB3 1.99 0.42
1:1:171:ASN:ND2 5:5:169:GLN:HB3 2.35 0.42
1:1:179:TYR:O 4:4:238:-THR:HA 2.20 0.42
1:1:225:ILE:HG12 1:1:232:ARG:HH21 1.83 0.42
2:2:234:ASP:HB3 2:2:237:THR:0OG1 2.20 0.42
3:3:44:TYR:HE2 3:3:46:ALA:HA 1.82 0.42
3:3:55:ARG:HG3 3:3:57:HIS:O 2.19 0.42
3:3:157:CYS:O 3:3:161:PHE:N 2.52 0.42
4:4:88:ILE:HG13 4:4:112:LEU:CD2 2.49 0.42
4:4:153: TYR:OH 4:4:168:GLU:OE2 2.26 0.42
1:8:134:ASP:0OD2 1:8:138:LYS:HB2 2.19 0.42
2:9:95:HIS:0 2:9:99:LEU:HG 2.20 0.42
8:A:78: THR:O 8:A:233:PHE:HB2 2.20 0.42
8:A:123:ASN:O 8:A:126:GLN:HB3 2.20 0.42
9:B:181:ASP:OD1 9:B:181:ASP:N 2.51 0.42
12:E:74:ILE:HG12 12:E:109:VAL:HG22 2.02 0.42
14:G:204:HIS:CD2 14:G:208:LYS:HA 2.54 0.42
15:H:164:SER:HB2 15:H:168:ILE:CA 2.50 0.42
15:H:204:PRO:HD2 15:H:265:ASN:HB2 2.01 0.42
15:H:456:LYS:HG3 16:1:366:ILE:HD12 2.02 0.42
16:1:381:ASP:O 16:1:382:LEU:C 2.62 0.42
17:J:171:PRO:HB3 17:J:181:GLN:HE22 1.84 0.42
18:K:123:LEU:HB3 18:K:125:THR:H 1.84 0.42
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18:K:174:VAL:HG21 18:K:218:GLY:CA 2.50 0.42
18:K:180:GLN:NE2 18:K:340:PHE:HA 2.30 0.42
18:K:339:GLU:O 18:K:341:PRO:N 2.51 0.42
18:K:365:GLU:O 18:K:404:GLN:HB2 2.18 0.42
19:L:145:ARG:CZ 19:L:161:ARG:HG3 2.48 0.42
19:L:281:ASP:OD1 19:L:282:GLU:HG2 2.19 0.42
20:M:228:LYS:HA 20:M:231:LEU:HD12 2.02 0.42
21:N:80:LYS:HA 21:N:83:LEU:HD12 2.02 0.42
21:N:184:LYS:HD3 21:N:188:TYR:OH 2.20 0.42
21:N:890:PHE:CE1 21:N:907:ASP:0OD1 2.72 0.42
22:0:137:TYR:CD1 22:0:146:ALA:HA 2.55 0.42
22:0:338:LYS:HB2 22:0:351:SER:HB2 2.02 0.42
23:P:94:GLN:CD 23:P:124:VAL:HG21 2.44 0.42
23:P:267:PHE:HA 23:P:270:LEU:HB2 2.00 0.42
23:P:335:LYS:HB3 23:P:339:GLU:OE1 2.20 0.42
25:R:36:SER:HA 25:R:42:GLN:CG 2.49 0.42
25:R:68:GLU:HA 25:R:71:LEU:CB 2.49 0.42
25:R:200:LYS:CD 25:R:202:GLY:C 2.92 0.42
25:R:355:SER:O 25:R:358:GLY:N 2.31 0.42
25:R:402:LEU:HD22 25:R:405:LYS:CE 2.50 0.42
26:S:230:LYS:O 26:S:233:LEU:N 2.51 0.42
26:S:234:ILE:HG22 26:S:238:LEU:CG 2.49 0.42
26:S:259: TYR:HE2 26:S:272: TYR:HB2 1.80 0.42
26:S:287:SER:O 26:S5:291:GLU:HG3 2.19 0.42
26:S:362:SER:O 26:S:366:LYS:N 2.42 0.42
26:S:461:PHE:CD2 28:U:277:'TYR:CD2 3.03 0.42
27:T:99:SER:H 27:T:102:LYS:HZ3 1.68 0.42
28:U:54:LEU:HD13 28:U:68:LEU:HD21 2.02 0.42
28:U:176:ARG:HB2 28:U:176:ARG:CZ 2.49 0.42
29:V:52:LEU:O 29:V:68:VAL:HG23 2.18 0.42
29:V:91:MET:O 29:V:94:MET:N 2.53 0.42
30:W:94:ALA:O 30:W:97:.THR:HB 2.19 0.42
30:W:126:ILE:O 30:W:130:LYS:N 2.29 0.42
30:W:140:ASP:0OD2 30:W:190:ILE:HA 2.19 0.42
33:7:312: TYR:OH 33:7:914:LEU:HD21 2.19 0.42
33:7:440:LEU:HD21 33:2:477:TYR:CD1 2.55 0.42
33:2:473:LEU:-HG 33:2:477:-TYR:CE2 2.55 0.42
33:7:890:SER:O 33:72:895:LEU:HD13 2.19 0.42
8:a:63: LEU:HD21 14:¢:177:GLU:N 2.34 0.42
9:b:21:.1LE:HD11 9:b:122:THR:HG21 2.02 0.42
10:¢:91:ALA:HB2 10:c:115:LEU:HD11 2.01 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
11:d:37:LYS:HD2 11:d:145:PRO:HB2 2.00 0.42
11:d:70:HIS:CG 11:d:71:VAL:HG23 2.55 0.42
11:d:178:ASN:HB3 11:d:194:LEU:HD11 2.02 0.42
13:f:49:LEU:HD11 13:£:210:ASN:HB3 2.01 0.42
13:£:117:GLN:HE22 14:¢:130:ARG:NH2 2.18 0.42
14:¢:194:LYS:HA 14:¢:239:ALA:HB1 2.00 0.42
14:¢:224: THR:HG22 14:¢:229:LYS:HD3 2.00 0.42
3:h:23:MET:HG2 3:h:178:LEU:HD21 2.02 0.42
3:h:67:SER:HB3 3:h:70:ASP:CG 2.45 0.42
4:1:245:SER:OG 5:3:197:LYS:HB3 2.20 0.42
5:3:51:LEU:HD13 5:j:109:VAL:HG22 1.99 0.42
6:k:85:ARG:HG3 6:k:123:GLY:O 2.20 0.42
6:k:182:LYS:HG2 6:k:191:GLN:HB2 2.02 0.42
1:1:36:GLY:HA3 1:1:39:PHE:CD1 2.55 0.42
1:1:96:PHE:HB3 13:£:89:ARG:NH1 2.34 0.42
1:1:119:LYS:O 1:1:120:ARG:C 2.62 0.42
2:2:134:TYR:O 2:2:137:ARG:HB3 2.19 0.42
3:3:13:LYS:O 4:4:145:HIS:NE2 2.49 0.42
3:3:78:VAL:HG21 3:3:101:PHE:CD1 2.55 0.42
3:3:145:ILE:HD11 3:3:154:TYR:CE1 2.54 0.42
4:4:97:-LEU:O 4:4:100:SER:N 2.52 0.42
6:6:1:MET:HG2 6:6:2:ASP:N 2.35 0.42
6:6:85:ARG:HG3 6:6:123:GLY:O 2.20 0.42
6:6:182:LYS:HG2 6:6:191: GLN:HB2 2.02 0.42
1:8:36:GLY:HA3 1:8:39:PHE:CD1 2.55 0.42
1:8:153:GLU:CD 1:8:156:ARG:HH21 2.28 0.42
2:9:46:SER:OG 2:9:160:LEU:HD11 2.20 0.42
2:9:92:ASP:O 2:9:96:1LE:HG13 2.19 0.42
8:A:166:TYR:HB3 8:A:168:ALA:O 2.19 0.42
9:B:67:LEU:N 9:B:71:ILE:O 2.53 0.42
9:B:157:PHE:HE1 9:B:159: TRP:CZ2 2.37 0.42
10:C:14:SER:HB2 10:C:20: TYR:OH 2.20 0.42
10:C:50:ARG:CZ 10:C:59:GLN:HG3 2.50 0.42
10:C:180:TYR:CZ 10:C:182:ASP:HA 2.54 0.42
11:D:67:ILE:HG21 11:D:109:LEU:HD11 2.02 0.42
12:E:147:HIS:NE2 12:E:152:GLY:HA2 2.34 0.42
12:E:187: TRP:CD1 12:E:191:LEU:HD12 2.54 0.42
15:H:287:GLY:O 15:H:291:VAL:HG23 2.19 0.42
16:1:254: THR:HB 16:1:417:ALA:HB2 2.02 0.42
18:K:49:PHE:CD1 21:N:152:LEU:HB2 2.49 0.42
18:K:132:LYS:HB2 18:K:135:MET:CG 2.50 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
18:K:215:PRO:O 18:K:217:-THR:N 2.52 0.42
18:K:233:ALA:O 18:K:267:SER:OG 2.18 0.42
18:K:242:PHE:CZ 18:K:254:VAL:HG22 2.46 0.42
18:K:281:ARG:HG3 18:K:289:ASP:C 2.44 0.42
18:K:362:LEU:HA 18:K:402:ILE:HB 2.01 0.42
19:L:109:-MET:CE 19:L:120:LYS:HB2 2.50 0.42
19:L:275:PRO:HA 19:1:320:GLN:O 2.20 0.42
19:1.:387:ASN:O 19:L:391:ILE:HG12 2.18 0.42
19:1:391:ILE:O 19:1.:394:CYS:HB2 2.19 0.42
20:M:36:LEU:CD2 20:M:70:LYS:HD2 2.48 0.42
20:M:174:GLU:OE1 | 20:M:242: THR:HG23 2.19 0.42
20:M:179:THR:N 20:M:182:ASP:0OD2 2.52 0.42
20:M:276: THR:HG22 20:M:320:ARG:O 2.20 0.42
20:M:283:LEU:O 20:M:287:GLY:N 2.52 0.42
20:M:351:LEU:HD13 20:M:385:GLU:O 2.19 0.42
20:M:386:PHE:HD2 | 20:M:391:LEU:HD23 1.85 0.42
21:N:37:SER:OG 26:S:249:SER:HB2 2.19 0.42
21:N:340:HIS:O 21:N:374:ILE:HA 2.19 0.42
21:N:559:TYR:O 21:N:594:VAL:HG13 2.20 0.42
22:0:207:LEU:O 22:0:210:ARG:N 2.52 0.42
22:0:217:LEU:HA 22:0:220:SER:OG 2.20 0.42
22:0:379:LYS:O 22:0:382:LYS:HB2 2.20 0.42
23:P:33:ASN:HB3 23:P:69:ARG:NH1 2.34 0.42
23:P:341:LEU:O 23:P:344:ARG:HB3 2.20 0.42
23:P:378: THR:HA 23:P:381:SER:HB3 2.01 0.42
24:Q:161:LEU:O 24:Q:164:GLU:HB3 2.19 0.42
24:QQ:279:LYS:HB3 24:QQ:283:ASN:HD21 1.85 0.42
25:R:154:LEU:HD11 | 25:R:170:VAL:HG22 2.00 0.42
25:R:154:LEU:HB2 25:R:173: THR:HG21 2.01 0.42
25:R:158:LEU:HD12 25:R:161:ALA:HB3 2.02 0.42
25:R:391:ASN:ND2 26:S:449:LEU:CD2 2.65 0.42
25:R:394:ASP:HB3 25:R:395:ASN:H 1.67 0.42
26:S:145:PHE:CB 26:S:147: TRP:HD1 2.32 0.42
26:S:250:ALA:HA 26:S:253:PHE:CD2 2.55 0.42
26:S:257:LEU:HB2 26:S:260:PRO:CD 2.48 0.42
26:S:303:ASN:O 26:S:306:SER:HB2 2.20 0.42
26:S:388:ILE:O 26:S:392:1LE:HG13 2.20 0.42
26:5:396:SER:C 26:5:398: THR:N 2.76 0.42
26:S:480:ARG:HG3 26:S:484:ASP:0OD2 2.18 0.42
27:T:114:LEU:HB2 27:T:122:PHE:CE1 2.54 0.42
27:T:170:ASN:N 27:T:174:PHE:HB3 2.35 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
28:U:211:LEU:O 28:U:215:ILE:HB 2.20 0.42
28:U:295:LYS:HB3 28:U:295:LYS:HE2 1.83 0.42
29:V:91:MET:O 29:V:92:MET:C 2.63 0.42
29:V:94:MET:HA 29:V:97:GLN:HB2 2.01 0.42
29:V:95:LEU:O 29:V:99:GLY:N 2.52 0.42
29:V:129:PHE:C 29:V:131:GLN:N 2.76 0.42
30:W:68:GLU:OE2 30:W:69:PHE:N 2.53 0.42
30:W:139:VAL:O 30:W:169:SER:HA 2.20 0.42
31:X:10:PHE:CD2 31:X:35:ILE:HG12 2.55 0.42
31:X:30:GLN:HB2 31:X:55:LYS:O 2.19 0.42
31:X:87:PHE:CE1 31:X:121:ILE:HG21 2.54 0.42
33:7:237:VAL:HG13 33:7:239:GLU:O 2.20 0.42
33:7:335:LEU:HD23 33:7:342:LEU:HA 2.01 0.42
33:7:620:LEU:HD23 33:7:620:LEU:HA 1.68 0.42
33:7:866:VAL:HG23 33:72:867:PHE:N 2.33 0.42
33:7:955:VAL:HG23 33:7Z:956:LEU:O 2.20 0.42
8:a:40:ILE:HA 8:a:56:GLN:OE1 2.19 0.42
8:a:123:ASN:O 8:a:126:GLN:HB3 2.20 0.42
9:b:133:SER:OG 9:b:152:PRO:HD3 2.18 0.42
9:b:196:LEU:O 9:b:200:VAL:HG23 2.19 0.42
9:b:225:THR:O 4:1:214:GLU:HA 2.19 0.42
10:¢:87:LEU:O 10:¢:90: THR:OG1 2.31 0.42
10:¢:124:GLN:HA 11:d:127:ARG:NE 2.35 0.42
12:e:22:PHE:HB3 12:€:26: TYR:CE2 2.55 0.42
13:£:13:PHE:CE2 14:¢:131:PRO:HD2 2.52 0.42
13:£:29:ILE:HD11 13:£:149:PRO:HG2 2.02 0.42
13:£:182:1LE:HG21 13:£:188:GLU:HB2 2.02 0.42
13:£:195:GLU:HG2 13:£:199:GLN:HE21 1.83 0.42
13:£:213:ILE:HD12 13:£:230:VAL:HG12 2.02 0.42
4:1:189:GLN:O 4:1:193: TRP:CD1 2.72 0.42
6:k:106:GLY:HA2 6:k:184:VAL:HG11 2.01 0.42
7:1:156:LYS:HA 7:1:159:SER:HB3 2.01 0.42
7:1:276:LYS:HZ2 7:1:285:VAL:HG12 1.84 0.42
1:1:132:GLY:O 1:1:140:ALA:N 2.28 0.42
2:2:95:HIS:0 2:2:99:LEU:HG 2.20 0.42
2:2:123:SER:HA 2:2:159:PHE:CZ 2.54 0.42
4:4:60:CYS:C 4:4:217:ARG:HH22 2.28 0.42
4:4:77:THR:HB 4:4:80:ASP:HB2 2.00 0.42
5:5:30:GLY:HA3 5:5:35:GLY:HA2 2.00 0.42
6:6:116:LEU:O 6:6:127:GLU:HG3 2.20 0.42
7:7:76: THR:CA 7:7:108:LYS:NZ 2.83 0.42
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2:9:123:SER:HA 2:9:159:PHE:CZ 2.54 0.42
10:C:14:SER:CB 10:C:18:ARG:H 2.30 0.42
10:C:120:GLN:NE2 11:D:81:ASP:HA 2.33 0.42
10:C:166:GLY:O 10:C:169: THR:HG23 2.20 0.42
11:D:70:HIS:CG 11:D:71:VAL:HG23 2.55 0.42
11:D:97:ARG:HA 11:D:102:ASP:O 2.19 0.42
11:D:119:ARG:CZ 11:D:119:ARG:HB2 2.49 0.42
12:E:46:VAL:HG23 12:E:153:TYR:HB3 2.00 0.42
13:F:15:PRO:HA 14:G:26:TYR:CD1 2.54 0.42
13:F:137:TYR:CE1 13:F:141:GLY:HA2 2.54 0.42
14:G:126:TYR:H 14:G:129:VAL:HG21 1.84 0.42
15:H:279:LEU:HD23 15:H:279:LEU:HA 1.82 0.42
15:H:334:LEU:HA 15:H:337:ILE:HD12 2.02 0.42
16:1:198:MET:HA 16:1:274:ILE:HG22 2.02 0.42
16:1:337:LEU:HD11 16:1:341:ASP:CG 2.44 0.42
18:K:48:TYR:OH 21:N:140:-MET:HES3 2.19 0.42
18:K:157:SER:O 18:K:244:HIS:CD2 2.73 0.42
18:K:244:HIS:NE2 18:K:246:TYR:O 2.53 0.42
18:K:349:ARG:HH12 18:K:378:LEU:HB2 1.84 0.42
18:K:372:ILE:HD12 18:K:372:ILE:HA 1.92 0.42
19:L:88:TYR:O 19:1:92:GLU:N 2.34 0.42
19:1:232:ALA:O 19:L:236:ALA:N 2.21 0.42
19:L:268:ALA:O 19:L:272:GLU:N 2.42 0.42
21:N:331:ALA:HB2 21:N:697:PHE:CE2 2.54 0.42
21:N:428:VAL:HA 21:N:431:SER:HB3 2.02 0.42
21:N:602:VAL:HA 21:N:605:ILE:HD12 2.01 0.42
21:N:606:VAL:O 21:N:609:LEU:N 2.53 0.42
22:0:272:VAL:HG13 22:0:273:GLN:H 1.85 0.42
22:0:306:ARG:O 22:0:350:ILE:HD12 2.19 0.42
23:P:182:GLU:O 23:P:186:LEU:N 2.37 0.42
24:Q:34:ASP:HB3 24:Q:50:ARG:HG2 2.02 0.42
24:Q:39:SER:CB 24:Q:87:GLN:HB3 2.49 0.42
24:Q:178:HIS:CD2 24:Q:200:ALA:HB3 2.54 0.42
24:QQ:425:GLN:O 24:0:428:GLU:HB3 2.19 0.42
25:R:31:PHE:CZ 25:R:320:LYS:HA 2.55 0.42
25:R:31:PHE:CE2 25:R:35:GLN:HG3 2.55 0.42
25:R:31:PHE:CD1 25:R:320:LYS:HA 2.55 0.42
25:R:147:LYS:HG3 25:R:147:LYS:O 2.19 0.42
25:R:335:ARG:HH22 25:R:374:ASN:CG 2.19 0.42
26:5:146:LEU:HD23 26:S:146:LEU:HA 1.93 0.42
26:S:344:PRO:0O 26:S:348:LEU:HG 2.20 0.42
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27:T:152: LEU:HD23 27:T:157:TYR:CD2 2.54 0.42
29:V:65:VAL:HG13 29:V:67:ASP:O 2.19 0.42
29:V:202:ASP:CG 29:V:203:TYR:N 2.78 0.42
30:W:172:LEU:HB3 30:W:190:ILE:CD1 2.50 0.42
33:7:138:ARG:HG2 33:Z:157:LEU:C 2.45 0.42
33:7:284:LEU:HA 33:7:284:LEU:HD23 1.68 0.42
33:7:513:ALA:HA 33:7:523:ALA:HB1 2.00 0.42
33:7:530:LEU:O 33:72:573:LEU:HD21 2.18 0.42
33:7:557:GLU:HG3 33:7:562: TRP:HB3 2.02 0.42
33:7Z:877:-THR:O 33:7:880:SER:HB3 2.19 0.42
10:¢:50:ARG:CZ 10:¢:59:GLN:HG3 2.50 0.42
11:d:238:GLN:O 11:d:242:GLU:N 2.42 0.42
4:1:225:ARG:HG2 4:1:226:GLU:O 2.19 0.42
5:):11:ILE:CG2 5:3:142:ALA:H 2.33 0.42
5:j:18:LYS:HB2 5:3:157:ASN:O 2.18 0.42
6:k:37:GLN:HE21 6:k:39:SER:C 2.28 0.42
6:k:157:GLY:O 6:k:161:LEU:HG 2.20 0.42
2:2:55:ILE:O 2:2:230:LEU:HG 2.19 0.42
2:2:99:LEU:O 2:2:102:ASP:HB2 2.20 0.42
3:3:167:LYS:O 3:3:171:VAL:HG23 2.19 0.42
6:6:157:GLY:O 6:6:161:LEU:HG 2.20 0.42
1:8:153:GLU:OE1 1:8:156:ARG:NE 2.32 0.42
1:8:177:ASN:HB3 5:j:172:LEU:HD23 2.02 0.42
1:8:214:HIS:CE1 4:1:53:PRO:HB2 2.55 0.42
11:D:37:LYS:HG2 11:D:160:SER:O 2.20 0.42
12:E:128:SER:H 13:F:125:GLY:CA 2.33 0.42
12:E:222:1LE:HA 12:E:228:PHE:HA 2.01 0.42
13:F:49:LEU:HD11 13:F:210:ASN:HB3 2.01 0.42
14:G:48:PHE:HB2 14:G:217:SER:OG 2.20 0.42
14:G:109:ILE:HG13 14:G:140:GLY:O 2.20 0.42
15:H:159:LEU:H 20:M:163:PHE:HE2 1.67 0.42
15:H:206:VAL:O 15:H:265:ASN:HB3 2.19 0.42
15:H:206:VAL:HG21 15:H:258:LEU:HB3 2.01 0.42
15:H:216:ASP:C 15:H:220:LYS:NZ 2.78 0.42
15:H:331:ARG:O 15:H:334:LEU:N 2.53 0.42
16:1:236:GLU:O 16:1:238:MET:N 2.53 0.42
17:J:24:GLU:N 17:J:26:LYS:H 2.18 0.42
17:J:111:GLN:HA 17:J:128:ASN:ND2 2.35 0.42
17:J:235:VAL:O 17:J:239:GLU:HG3 2.20 0.42
17:J:281:GLY:O 17:J:284: THR:HG23 2.20 0.42
18:K:253:MET:HA 18:K:256:ASP:HB2 2.02 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
19:L:257:GLY:C 19:L:258:GLU:CG 2.86 0.42
19:L:309:LEU:HD12 19:1L:313:ASP:HB2 2.01 0.42
20:M:30:LEU:HA 20:M:33:ARG:HD2 2.02 0.42
20:M:264:ARG:HA 20:M:311:GLN:NE2 2.35 0.42
20:M:401:ILE:O 20:M:405:ASN:N 2.49 0.42
21:N:93:GLU:O 21:N:98:VAL:HG11 2.19 0.42
21:N:379:LEU:HA 21:N:379:LEU:HD23 1.84 0.42
21:N:450:ILE:HG23 21:N:451:GLY:N 2.27 0.42
21:N:641:LEU:O 21:N:645:THR:HG23 2.20 0.42
21:N:759:ILE:O 21:N:761:ILE:HG12 2.19 0.42
21:N:773:MET:HG3 21:N:884:PHE:HD1 1.83 0.42
21:N:890:PHE:HB3 21:N:906:ARG:O 2.19 0.42
22:0:207:LEU:HA 22:0:210:ARG:CB 2.45 0.42
23:P:110:LEU:HA 23:P:113:ASN:ND2 2.34 0.42
23:P:213:TYR:HD2 23:P:216:LEU:HD12 1.85 0.42
23:P:220: TYR:CE2 23:P:224:LEU:HD22 2.54 0.42
23:P:427.:GLU:HA 29:V:234:GLU:HG2 2.02 0.42
24:Q:136:SER:O 24:Q:139:1LE:HB 2.19 0.42
24:Q:314:PHE:CZ 24:Q:339:TYR:HB2 2.54 0.42
24:QQ:395:GLY:N 24:QQ:396: TRP:HD1 2.16 0.42
25:R:95:ASP:OD1 25:R:98:LEU:N 2.40 0.42
26:S:330:LEU:CD2 26:S:333:PHE:HD2 2.32 0.42
27:T:94:HIS:CE1 27:T:97:SER:O 2.73 0.42
28:U:54:LEU:O 28:U:56:PHE:HB2 2.20 0.42
28:U:130:VAL:HG21 28:U:198:LYS:HZ1 1.84 0.42
28:U:294:ASN:ND2 28:U:298:ASN:HD21 2.17 0.42
29:V:111:HIS:N 29:V:141:VAL:O 2.26 0.42
29:V:206: THR:CG2 29:V:209:GLU:H 2.33 0.42
30:W:2:VAL:O 30:W:44:ASN:HB2 2.19 0.42
30:W:30:ILE:O 30:W:33:VAL:HB 2.20 0.42
31:X:47:ASP:HB3 31:X:65:SER:OG 2.20 0.42
33:7:212:LEU:HB2 33:7:236:PHE:CZ 2.55 0.42
33:72:241: THR:CG2 33:7:242:PHE:N 2.81 0.42
33:7:295:ARG:HA 33:7:298:PHE:HB2 2.01 0.42
33:7:566:LEU:O 33:7:569:ALA:HB3 2.20 0.42
33:7Z:595:MET:O 33:7:599:1LE:HD12 2.20 0.42
33:72:821:GLY:O 33:7Z:861: THR:HA 2.20 0.42
8:a:78: THR:O 8:a:233:PHE:HB2 2.20 0.42
9:b:181:ASP:OD1 9:b:181:ASP:N 2.51 0.42
9:b:243:ILE:HG22 9:b:247:LEU:HD11 2.02 0.42
10:c:14:SER:HB2 10:¢:20:TYR:OH 2.20 0.42
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10:¢:53:THR:OG1 10:¢:210:ARG:NH1 2.53 0.42
10:¢:73:1LE:C 10:¢:227:GLN:HE22 2.28 0.42
12:€:130:GLU:HG2 12:€:131:GLU:N 2.35 0.42
14:g:48:PHE:HB2 14:¢:217:SER:OG 2.20 0.42
14:g:146:ALA:O 14:¢:147:HIS:CG 2.73 0.42
14:¢:183:HIS:HB3 14:¢:186:GLY:O 2.20 0.42
3:h:147:GLY:O 3:h:150:SER:OG 2.23 0.42
4:1:91:ASN:CB 4:1:111:MET:HE1 2.50 0.42
5:j:118:LYS:HG2 5:j:119:PRO:O 2.19 0.42
6:k:158:LEU:O 6:k:161:LEU:HB2 2.20 0.42
7:1:197:LEU:HA 7:1:197:LEU:HD23 1.81 0.42
1:1:57:ARG:NH1 1:1:219:ASP:OD1 2.51 0.42
2:2:37:PRO:O 2:2:38:1LE:HD13 2.19 0.42
2:2:54:ILE:HG23 2:2:230:LEU:HD21 2.02 0.42
2:2:219:TYR:CE1 3:3:48:ARG:CZ 3.03 0.42
3:3:33:LEU:O 3:3:195:VAL:N 2.42 0.42
5:5:24:ALA:C 5:5:43:1LE:HD11 2.45 0.42
6:6:37:GLN:HE21 6:6:39:SER.:C 2.28 0.42
2:9:54:1LE:HG23 2:9:230:LEU:HD21 2.02 0.42
10:C:122:TYR:HE2 10:C:131:PHE:CE2 2.38 0.42
10:C:173:GLN:O 10:C:177:GLN:N 2.34 0.42
10:C:174:THR:O 10:C:178:MET:N 2.46 0.42
11:D:193:LYS:NZ 11:D:239:GLU:OE2 2.53 0.42
12:E:118:ASP:HB3 12:E:122:ARG:HH21 1.84 0.42
13:F:67:ASP:HB3 13:F:70:MET:HB3 2.01 0.42
14:G:88:LEU:HD11 14:G:116:LEU:HD22 2.02 0.42
15:H:285:GLY:O 15:H:288:ALA:HB3 2.20 0.42
15:H:389:PHE:CE1 15:H:419:LEU:HD22 2.55 0.42
15:H:390:ARG:CZ 15:H:390:ARG:HB2 2.48 0.42
17:J:112:ARG:HD3 17:J:112:ARG:HA 1.73 0.42
17:J:347:ALA:HA 17:J:350:MET:HB2 2.01 0.42
18:K:123:LEU:HD12 18:K:126:LEU:HG 2.00 0.42
18:K:280:LYS:HB2 18:K:293:GLN:CG 2.50 0.42
18:K:383:ILE:O 18:K:387:-MET:HG2 2.19 0.42
19:1:193:LEU:HB3 19:L:197:ILE:CD1 2.48 0.42
21:N:176:GLN:NE2 21:N:176:GLN:CA 2.77 0.42
21:N:492: THR:HA 21:N:528:ARG:CD 2.46 0.42
21:N:738:GLN:HG2 21:N:741:TYR:CE1 2.55 0.42
22:0:99:LEU:HD12 22:0:132:GLU:HB3 2.02 0.42
22:0:130:ASP:HA 22:0:153:LEU:HD11 2.01 0.42
22:0:184:ASP:0O 22:0:188:PHE:N 2.37 0.42
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22:0:299:THR:O 22:0:301:PHE:N 2.52 0.42
22:0:312:ASP:N 22:0:315:LYS:HZ1 2.18 0.42
22:0:330:ARG:HB2 22:0:333:SER:CB 2.49 0.42
22:0:340:SER:H 22:0:349: THR.:C 2.27 0.42
23:P:221:TYR:HA 23:P:224:LEU:-HB3 2.02 0.42
23:P:411:LEU:O 23:P:415:TRP:HB3 2.20 0.42
24:Q:185:TYR:CE2 24:QQ:193:LYS:HB3 2.55 0.42
24:Q:212: THR:HB 24:Q:249:LEU:HD21 2.01 0.42
24:Q:274:LEU:O 24:Q:278:VAL:HG23 2.20 0.42
24:Q:351:1LE:CG2 24:Q:352:GLU:HB3 2.49 0.42
24:Q:412:ALA:CA 29:V:258:GLU:OE1 2.62 0.42
25:R:113:LEU:HD22 25:R:137:LEU:HA 2.02 0.42
26:S:138:MET:SD 26:S:178:LEU:HB3 2.59 0.42
26:S:279:1LE:O 26:S:283:GLN:HG2 2.20 0.42
26:S:467:PHE:HA 26:S:470: GLN:HB2 2.02 0.42
26:S:482:PRO:HB3 28:U:299:LYS:HD2 2.02 0.42
27:T:49:ASP:CB 27:T:53:ASN:HB2 2.47 0.42
27:T:109:- TYR:HA 27:T:112:ASN:HB3 2.01 0.42
27:T:129:LEU:CD2 27:T:132:HIS:HA 2.50 0.42
27:T:187:ASP:O 27:T:191:LYS:NZ 2.39 0.42
27:T:247:ASP:C 27:T:249:MET:H 2.27 0.42
27:T:251:HIS:CE1 27:T:253:GLU:CD 2.98 0.42
28:U:9: THR:HG23 28:U:162:GLU:HG3 2.00 0.42
28:U:10:ILE:HD11 28:U:159:CYS:HB2 2.02 0.42
28:U:166:ALA:HB1 29:V:38:LEU:HB3 2.01 0.42
29:V:7T1:MET:CE 29:V:84:ASP:H 2.32 0.42
29:V:94:-MET:O 29:V:98:THR:N 2.44 0.42
30:W:8:LEU:N 30:W:50:GLY:O 2.33 0.42
30:W:21:PHE:CE1 30:W:28:ALA:HB1 2.55 0.42
30:W:46:GLU:HG2 | 30:W:106:GLN:HE21 1.84 0.42
33:7:344:LYS:HE3 33:7:344:LYS:HB3 1.78 0.42
33:7:435:GLN:O 33:7:438:LYS:HB2 2.20 0.42
33:72:479:THR:O 33:7:480:ASN:HB2 2.20 0.42
33:7:824:ASN:H 33:7:831:LEU:HD12 1.85 0.42
8:a:61:ASP:OD1 8:a:63:LEU:HG 2.20 0.42
9:b:13:SER:H 9:b:17:LYS:H 1.67 0.42
10:c:4:ARG:NH2 13:£:9:ASP:OD1 2.51 0.42
11:d:12:SER:H 11:d:16:HIS:H 1.67 0.42
13:£:80:ASP:O 13:£:83:VAL:HB 2.19 0.42
13:£:137:TYR:CE1 13:£:141:GLY:HA2 2.54 0.42
14:¢:119:TYR:CZ 14:¢:123:HIS:HE1 2.38 0.42
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3:h:78:VAL:HG21 3:h:101:PHE:CD1 2.55 0.42
4:1:155:SER:HB3 4:1:167:LEU:HD11 2.01 0.42
1:1:221:LEU:HD21 1:1:223:ILE:HD11 2.02 0.42
2:2:46:SER:OG 2:2:160:LEU:HD11 2.20 0.42
3:3:67:SER:HB3 3:3:70:ASP:CG 2.45 0.42
3:3:149:GLY:HA2 3:3:152:PHE:CE2 2.55 0.42
4:4:36:LYS:HE3 4:4:36:LYS:HB2 1.81 0.42
6:6:51:GLY:CA 7:7:166:LYS:HZ2 2.32 0.42
2:9:48:LYS:CB 2:9:53:VAL:HG12 2.50 0.42
2:9:132:VAL:O 2:9:136:ARG:N 2.32 0.42
2:9:234:ASP:HB3 2:9:237:THR:OG1 2.20 0.42
8:A:245:LEU:HA 8:A:248:1LE:HG12 2.02 0.42
9:B:180:ASN:H 9:B:183:LEU:HD11 1.85 0.42
9:B:240:SER:HA 9:B:243:ILE:HD12 2.02 0.42
11:D:12:SER:O 11:D:15:GLY:N 2.39 0.42
12:E:52:LYS:HB2 12:E:216:ASN:C 2.45 0.42
13:F:12: THR:HA 14:G:23:GLN:NE2 2.34 0.42
13:F:104:ALA:O 13:F:108:ALA:N 2.41 0.42
14:G:5:GLY:C 14:G:8:TYR:HE1 2.27 0.42
14:G:171:SER:O 14:G:175:GLU:HG2 2.19 0.42
14:G:183:HIS:HB3 14:G:186:GLY:O 2.20 0.42
16:1:174:VAL:HG23 16:1:176:LEU:HD21 2.00 0.42
16:1:285:GLY:HA2 16:1:331:ARG:NH1 2.35 0.42
17:J:182:PRO:HA 17:J:311:ASP:CG 2.45 0.42
17:J:364:GLU:O 17:J:368: TYR:N 2.30 0.42
18:K:123:LEU:HB3 18:K:125: THR:N 2.34 0.42
18:K:371:LEU:O 18:K:375:ASN:N 2.53 0.42
19:1L:332: THR:HA 20:M:292:ASP:C 2.45 0.42
19:1:336:ALA:O 19:1:342:ARG:HD3 2.19 0.42
19:1:354:GLU:OE2 19:L:380:VAL:HG12 2.20 0.42
19:L:398:ALA:O 19:L:402:ALA:N 2.40 0.42
21:N:91:ILE:HG13 21:N:92:ASP:N 2.35 0.42
21:N:338:PHE:C 21:N:708:ALA:HA 2.44 0.42
21:N:345:ASP:H 21:N:374:ILE:CG2 2.33 0.42
21:N:382:GLY:HA2 21:N:385:VAL:HB 2.02 0.42
21:N:441:VAL:HA 21:N:444:HIS:HB3 2.01 0.42
21:N:775:CYS:SG 21:N:883:SER:OG 2.45 0.42
22:0:290:LYS:HA 22:0:293:LEU:HB2 2.01 0.42
23:P:112:LEU:HD22 23:P:115:ARG:CZ 2.50 0.42
23:P:311:TRP:HH2 23:P:341:LEU:HB2 1.83 0.42
23:P:403:GLU:CG 23:P:404:LYS:N 2.81 0.42
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23:P:439:MET:HG2 28:U:154:PHE:CZ 2.55 0.42
24:Q:359:1ILE:HA 24:Q:362:1LE:HB 2.01 0.42
24:(Q:405:GLN:HG2 25:R:395:ASN:CA 2.33 0.42
25:R:186:TYR:CG 25:R:187:VAL:N 2.88 0.42
25:R:212: THR:O 25:R:216:ILE:HG13 2.20 0.42
25:R:333:MET:SD 25:R:336:LYS:HG2 2.59 0.42
25:R:346:LYS:CB 25:R:390: THR:OG1 2.68 0.42
25:R:380:VAL:O 25:R:388:VAL:HA 2.20 0.42
25:R:400: TYR:CD1 25:R:403:LEU:HD22 2.55 0.42
26:S:15:VAL:HG12 26:S:27:GLU:HA 2.02 0.42
26:S:180:ASN:ND2 26:S:183:LEU:HG 2.35 0.42
26:S:241:PHE:HE2 26:S:253:PHE:CE2 2.38 0.42
26:S:283:GLN:HA 27:T:120: THR:HG21 2.02 0.42
26:S:416:GLU:O 26:S:418: THR:N 2.50 0.42
28:U:8:VAL:HB 28:U:159:CYS:SG 2.60 0.42
28:U:170:GLY:O 28:U:173:HIS:HB2 2.20 0.42
29:V:127:LYS:O 29:V:131:GLN:HG2 2.20 0.42
29:V:238:LEU:N 29:V:241:THR:HG1 2.06 0.42
30:W:14:GLU:HA 30:W:17:ARG:CD 2.50 0.42
33:7:151:HIS:ND1 33:7:152:GLU:N 2.68 0.42
33:7:233:LEU:O 33:7:233:LEU:HD23 2.20 0.42
33:7:239:GLU:HG3 33:7:240:ASN:CG 2.45 0.42
33:7:358:TYR:O 33:7:360:SER:N 2.53 0.42
33:7:392:LEU:HD13 33:7:424:SER:HB3 2.01 0.42
33:2:758:LEU:C 33:2:758:LEU:CD2 2.86 0.42
33:2:797: THR:OG1 33:7:833:GLN:HG2 2.19 0.42
33:72:913:ILE:CG1 33:7:963:ALA:HB3 2.49 0.42
33:7:926:ASN:O 33:7:983:LEU:HD13 2.20 0.42
R:a:154:ILE:CG2 R:a:166: TYR:HB2 2.50 0.42
9:b:5:TYR:HE1 10:¢:3:SER:HA 1.85 0.42
9:b:67:LEU:N 9:b:71:ILE:O 2.53 0.42
9:b:240:SER:HA 9:b:243:1LE:HD12 2.02 0.42
11:d:67:ILE:HG21 11:d:109:LEU:HD11 2.01 0.42
13:£:81:ALA:O 13:£:85:SER:N 2.32 0.42
14:¢:126:TYR:O 14:g:129:VAL:HG23 2.20 0.42
14:g:187:LEU:HD12 14:g:187:LEU:HA 1.86 0.42
3:h:126:LYS:HG2 3:h:127:GLY:H 1.85 0.42
4:1:132:VAL:HB 4:1:209:ILE:HA 2.01 0.42
4:1:156:LEU:HD23 4:1:156:LEU:HA 1.88 0.42
4:1:243:LYS:HB3 5:3:199:TYR:CD2 2.55 0.42
7:1:176:ILE:O 7:1:187:ILE:HA 2.20 0.42
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4:4:106:VAL:HA 4:4:109:LEU:HB3 2.02 0.41
5:5:85:GLU:OE1 5:5:85:GLU:N 2.34 0.41
5:5:203:ARG:HB3 5:5:205:ASP:0OD1 2.20 0.41
7:7:285:VAL:HA 5:3:38:ASN:ND2 2.35 0.41
1:8:35:ALA:HB1 1:8:139:GLY:O 2.20 0.41
1:8:80:GLY:HA2 1:8:83:LEU:HB3 2.02 0.41
2:9:214:-MET:HE2 2:9:228:PHE:CG 2.54 0.41
8:A:19:PHE:N 9:B:20:GLN:OE1 2.52 0.41
8:A:63:LEU:HD21 14:G:177:GLU:HA 2.01 0.41
8:A:133:TYR:HB3 9:B:5:TYR:CD2 2.55 0.41
9:B:13:SER:H 9:B:17:LYS:H 1.66 0.41
9:B:35:LEU:HD11 9:B:46:ALA:HB3 2.01 0.41
10:C:196: THR.:O 10:C:200: THR:OG1 2.32 0.41
12:E:151:ASP:HB3 12:E:154:GLN:CD 2.44 0.41
13:F:105:VAL:HG12 | 13:F:145:LEU:HD13 2.02 0.41
13:F:121:GLN:HG3 14:G:130:ARG:HB3 2.02 0.41
13:F:137:TYR:CE1 13:F:218:LYS:HA 2.55 0.41
14:G:70:VAL:O 14:G:74:ILE:HB 2.19 0.41
14:G:146:ALA:O 14:G:147:HIS:CG 2.73 0.41
16:1:217:GLN:O 16:1:220: GLU:HB2 2.19 0.41
16:1:244:LYS:HE2 16:1:370:ARG:HB2 2.01 0.41
16:1:281:GLN:CD 17:J:227:SER:OG 2.63 0.41
16:1:320:ASP:OD1 16:1:321:SER:N 2.53 0.41
18:K:170: THR:HG22 18:K:171:TYR:O 2.20 0.41
18:K:280:LYS:HB2 18:K:293:GLN:HG2 2.00 0.41
19:1:195:GLU:O 19:L:200:PRO:HD3 2.19 0.41
19:L:372:GLY:HA2 19:L:376:PHE:HZ 1.85 0.41
19:L:407:ARG:HE 19:1:411:ASN:HD22 1.68 0.41
19:1:408:ASP:0OD1 19:1:409:HIS:N 2.46 0.41
20:M:5:GLU:O 20:M:9:ALA:N 2.50 0.41
21:N:227:LYS:HG3 21:N:724: THR:CG2 2.49 0.41
21:N:272:ILE:O 21:N:276:GLU:HG2 2.20 0.41
21:N:471:TYR:HD1 21:N:504:TYR:HE1 1.68 0.41
21:N:761:ILE:HG23 21:N:766:GLN:HG2 2.02 0.41
21:N:772:GLN:HG2 21:N:870:ASN:N 2.34 0.41
21:N:919:THR:OG1 21:N:920:VAL:N 2.52 0.41
22:0:99:LEU:HB2 22:0:135:ARG:CZ 2.25 0.41
23:P:59:LEU:HD12 23:P:62:1LE:HB 2.00 0.41
23:P:73:ASP:O 23:P:76:ASN:HB3 2.20 0.41
23:P:75:LEU:HA 23:P:78:GLN:OE1 2.19 0.41
23:P:170:SER:HB3 23:P:173:MET:CG 2.50 0.41

Continued on next page...




Page 381

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
23:P:210:ASN:HB3 23:P:213:TYR:CD2 2.55 0.41
23:P:319:GLU:HA 23:P:323:ASN:H 1.84 0.41
23:P:402:PHE:O 23:P:402:PHE:CG 2.73 0.41
24:Q:43:GLY:HA2 24:Q:84:TYR:OH 2.20 0.41
24:Q:124:PHE:HA 24:Q:127:ARG:CG 2.44 0.41
24:Q:142:ALA:HB2 | 24:Q:157:LEU:HD23 2.02 0.41
24:QQ:231:ASP:HB3 | 24:Q:234:THR:HG23 2.01 0.41
25:R:36:SER:HA 25:R:42:GLN:HG2 2.02 0.41
25:R:113:LEU:HA 25:R:116:LYS:HB3 2.02 0.41
25:R:178:GLY:O 25:R:183:ASP:N 2.47 0.41
25:R:188:LYS:0O 25:R:191:LEU:HB3 2.20 0.41
25:R:28R8:SER:HA 25:R:292:LEU:H 1.84 0.41
25:R:309:LEU:HD23 25:R:312: TYR:CB 2.50 0.41
26:S:3:SER:OG 26:S:4:THR:N 2.52 0.41
26:S:17:ASP:HA 26:S:20:HIS:CD2 2.55 0.41
26:S:235:ASN:HB3 26:S:275: TYR:CE2 2.55 0.41
27:T:55:LEU:HD11 27:T:88:TYR:CZ 2.55 0.41
27:T:126:LEU:HD12 | 27:T:129:LEU:HD23 2.02 0.41
28:U:94:HIS:CE1 28:U:122:ILE:HG12 2.55 0.41
28:U:232:VAL:O 28:U:235:LEU:HB2 2.20 0.41
28:U:290:ASP:O 28:U:291:LEU:C 2.63 0.41
29:V:264:GLU:HG2 29:V:276:PRO:C 2.45 0.41
30:W:113:PHE:HE1 30:W:181:LEU:CD2 2.32 0.41
33:Z:115:LEU:HA 33:7:115:LEU:HD12 1.87 0.41
33:7:135:LEU:HD12 33:7:138:ARG:HB3 2.01 0.41
33:7Z:357:1LE:CD1 33:7:959:HIS:CD2 2.86 0.41
33:7:834:LEU:HD23 33:72:837:TYR:CD2 2.30 0.41
33:7:883: THR:HG22 33:7:903:MET:SD 2.60 0.41
9:h:2: THR:O 9:b:3:ASP:C 2.62 0.41
9:b:75:TYR:CD1 9:b:82:TYR:CG 3.08 0.41
11:d:185:PRO:O 11:d:191:CYS:HB2 2.20 0.41
12:e:88:MET:O 12:¢:92:ALA:N 2.28 0.41
14:g:13:SER:H 14:g:127:ASN:HA 1.85 0.41
14:2:79:SER:OG 14:¢:165: THR:HG23 2.19 0.41
14:¢:103:TYR:C 14:¢:105:THR:N 2.78 0.41
3:h:192:ILE:HB 3:h:207:PHE:HB2 2.02 0.41
4:1:97.LEU:O 4:1:100:SER:N 2.52 0.41
5:3:25:CYS:SG 5:3:43:1LE:HG13 2.60 0.41
7:1:253: TYR:HA 7:1:261:ILE:O 2.20 0.41
1:1:20:GLN:HG2 1:1:21:PHE:O 2.19 0.41
3:3:205:LEU:HD23 3:3:205:LEU:HA 1.86 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
4:4:67:SER:O 4:4:68:PRO:C 2.61 0.41
4:4:189:GLN:O 4:4:193:TRP:CD1 2.72 0.41
5:5:193:ASP:OD1 5:5:194:GLU:HG2 2.19 0.41
6:6:36:ARG:HB3 6:6:61:GLN:OE1 2.21 0.41
7:7:133: TRP:O 7:7:136:SER:HB2 2.21 0.41
7:7:156:LYS:HA 7:7:159:SER:HB3 2.01 0.41
7:7:188:TYR:CD1 7:7:198:LYS:HB2 2.55 0.41
7:7:256:THR:C 7:7:259:GLY:H 2.27 0.41
1:8:239:LYS:HE3 4:1:223:ASN:HB3 2.02 0.41
2:9:99:LEU:O 2:9:102:ASP:HB2 2.20 0.41
9:B:21:ILE:O 9:B:25:LEU:HG 2.20 0.41
9:B:75:TYR:CD1 9:B:82:TYR:CG 3.08 0.41
9:B:123:GLN:HB2 10:C:129:ARG:NH2 2.36 0.41
11:D:185:PRO:0O 11:D:191:CYS:HB2 2.20 0.41
11:D:216:LYS:HB2 11:D:220:ASP:CG 2.46 0.41
12:E:148:ASP:O 12:E:152:GLY:N 2.53 0.41
13:F:63:ILE:HD12 13:F:212:SER:OG 2.20 0.41
14:G:220:SER:H 14:G:224: THR:HG1 1.61 0.41
14:G:239:ALA:HA 14:G:242:PHE:HB3 2.02 0.41
15:H:171:GLY:HA3 15:H:173:ARG:HD2 2.02 0.41
15:H:182:ASN:CG 15:H:183:1LE:H 2.28 0.41
15:H:196: THR:O 15:H:198:MET:O 2.39 0.41
16:1:242:PRO:HG2 16:1:346:ARG:CA 2.45 0.41
17:J:44:LEU:HA 17:J:47:GLN:HB2 2.01 0.41
17:J:171:PRO:HA 17:J:181:GLN:OE1 2.20 0.41
17:J:354:SER:O 17:J:358:VAL:HG23 2.19 0.41
18:K:157:SER.:C 18:K:244:HIS:CE1 2.98 0.41
18:K:219:LYS:HD2 18:K:340:PHE:HB2 2.01 0.41
18:K:241:GLU:CD 19:1:264:ARG:HH12 2.28 0.41
18:K:244:HIS:HE1 18:K:250:GLY:CA 2.30 0.41
18:K:400: TYR:HE2 23:P:130:ILE:C 2.28 0.41
19:1L:399:GLY:HA2 19:1L:402:ALA:HB3 2.01 0.41
20:M:175:LYS:HG2 20:M:241:ALA:O 2.19 0.41
21:N:25:LEU:O 21:N:29:ASN:N 2.35 0.41
21:N:123:PHE:CE2 21:N:124:TYR:HB3 2.55 0.41
21:N:246:LYS:HE2 21:N:282:TYR:HA 2.03 0.41
21:N:482:ALA:HB1 21:N:516:GLY:C 2.44 0.41
21:N:600: THR:O 21:N:603:PRO:HD?2 2.20 0.41
22:0:367:LYS:HE3 28:U:201:GLN:HA 2.02 0.41
22:0:371:VAL:HA 22:0:374:ASN:CB 2.50 0.41
23:P:267:PHE:HE1 23:P:329:PHE:CD1 2.30 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
23:P:323:ASN:ND2 23:P:334:ASN:HD22 2.18 0.41
23:P:363:LEU:C 23:P:367:GLU:HG3 2.45 0.41
24:Q:28:LEU:HG 24:Q:32:ASP:OD2 2.20 0.41
24:Q:146:TYR:HA 24:Q:151:TYR:CE1 2.55 0.41
24:Q:150:GLN:HB3 24:Q:153:ASP:HB2 2.02 0.41
24:Q:165:PHE:HB3 24:Q:174:LEU:HB2 2.02 0.41
25:R:91: TRP:C 25:R:93:LYS:H 2.29 0.41
27:T:228:1ILE:HG22 27:T:229:VAL:O 2.21 0.41
27:T:253:GLU:CG 27:T:254:ASP:H 2.26 0.41
27:T:254:ASP:HB2 27:T:258:ASN:CG 2.46 0.41
27:T:257: THR:O 27:T:260:ILE:HB 2.20 0.41
28:U:57:GLU:O 28:U:67:PHE:N 2.45 0.41
29:V:251:TYR:O 29:V:255:ILE:HG12 2.19 0.41
30:W:2:VAL:HG12 30:W:47:ASN:ND2 2.36 0.41
32:Y:71:ASP:O 32:Y:74:THR:HB 2.20 0.41
33:7:392:LEU:HD11 33:72:427:GLN:OE1 2.20 0.41
33:72:410: THR:HG21 33:72:418:ALA:HB2 2.02 0.41
9:b:213:ILE:HG23 9:b:238:LEU:HD11 2.02 0.41
9:b:224: TYR:CD2 4:1:68:PRO:HA 2.55 0.41
10:¢:141:ASP:CG 10:c:144:TYR:H 2.28 0.41
11:d:37:LYS:HG2 11:d:160:SER:O 2.20 0.41
11:d:56:ASP:CG 11:d:58:ARG:HE 2.28 0.41
11:d:72:VAL:HG11 11:d:221:ILE:HG21 2.03 0.41
11:d:148:TYR:HD1 11:d:157:SER:O 2.04 0.41
14:¢:88:LEU:HD11 14:g:116:LEU:HD22 2.02 0.41
3:h:145:ILE:HD11 3:h:154:TYR:CE1 2.54 0.41
5:j:4:PRO:HA 5:j: 7. ILE:HD12 2.02 0.41
5:j:24:ALA:C 5:j:43:ILE:HD11 2.45 0.41
7:1:187:ILE:HB 7:1:199:GLY:O 2.20 0.41
7:1:256: THR:C 7:1:259:GLY:H 2.27 0.41
1:1:42:LEU:HD23 1:1:43:ALA:N 2.34 0.41
1:1:179:TYR:N 4:4:238:THR:O 2.52 0.41
1:1:180:GLU:HB2 1:1:183: THR:HG21 2.01 0.41
2:2:103:LEU:HD11 2:2:128:TYR:CE2 2.55 0.41
2:2:163:VAL:HG23 2:2:169: THR:HG22 2.02 0.41
4:4:236:ARG:NE 5:5:161:GLU:HB2 2.35 0.41
5:5:63:LEU:HD21 5:5:103:TYR:CZ 2.55 0.41
6:6:106:GLY:HA2 6:6:184:VAL:HG11 2.02 0.41
7:7:112:ILE:HB 7:7:116:LEU.HB2 2.01 0.41
7:7:128:GLN:HG2 1:8:113:GLN:HE22 1.85 0.41
1:8:31:ILE:HG23 1:8:74:ASN:ND2 2.36 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:8:49:1LE:HA 1:8:55:ASN:N 2.24 0.41
1:8:57:ARG:HH21 4:1:194:ASN:HD22 1.67 0.41
1:8:185:GLY:HA3 4:1:240:ALA:HB2 2.02 0.41
8:A:154:ILE:CG2 8:A:166:TYR:HB2 2.50 0.41
8:A:166:TYR:N 9:B:57:MET:HE2 2.36 0.41
9:B:38:LYS:HB3 9:B:160:LYS:O 2.20 0.41
9:B:41:ASN:N 9:B:41:ASN:OD1 2.54 0.41
10:C:47:ALA:HB2 10:C:213:PHE:HD1 1.84 0.41
12:E:187:TRP:HA 12:E:191:LEU:CD1 2.47 0.41
13:F:52:ASN:HB2 13:F:57:SER:OG 2.20 0.41
13:F:55:GLU:H 13:F:55:GLU:CD 2.26 0.41
14:G:9:ASP:HB3 14:G:22:PHE:HB2 2.02 0.41
14:G:36:THR:HA 14:G:165:THR:O 2.20 0.41
14:G:78:TYR:CE2 14:G:82:ILE:HA 2.54 0.41
14:G:119:TYR:CZ 14:G:123:HIS:CE1 3.09 0.41
15:H:254: THR:HG22 16:1:367:ARG:NE 2.34 0.41
17:J:250:1ILE:HD12 17:J:260:GLY:HA2 2.02 0.41
17:J:319:PRO:O 17:J:320:SER:HB3 2.19 0.41
17:J:335:MET:SD 17:J:362:CYS:HB3 2.60 0.41
17:J:339:ARG:HB3 17:J:340:GLY:H 1.57 0.41
17:J:339:ARG:NH2 25:R:236:ALA:HB1 2.36 0.41
18:K:249:GLU:O 18:K:250:GLY:C 2.63 0.41
19:L:218:VAL:O 19:1:325:MET:N 2.40 0.41
19:L:223:PRO:O 19:L:226: THR:HG23 2.19 0.41
19:1:369:LYS:HG2 19:L:409:HIS:HA 2.02 0.41
19:L:387:ASN:N 19:1:390:ASP:HB2 2.35 0.41
20:M:189:GLN:HG2 20:M:348:GLU:O 2.20 0.41
20:M:329:ARG:CG 20:M:330:VAL:N 2.80 0.41
21:N:25:LEU:HD12 21:N:55:PHE:CE2 2.55 0.41
21:N:197:VAL:HG11 21:N:202:PHE:HD2 1.85 0.41
21:N:250:ASP:CG 21:N:906:ARG:HH21 2.26 0.41
21:N:708:ALA:O 21:N:713:VAL:HG22 2.19 0.41
21:N:719:ASN:O 21:N:722:THR:N 2.53 0.41
22:0:179:PHE:HA 22:0:182:LYS:HD3 2.03 0.41
22:0:224:GLY:O 22:0:225:ASP:0OD1 2.38 0.41
22:0:283:HIS:O 22:0:286:PHE:HB2 2.20 0.41
22:0:372:GLU:OE2 22:0:376:GLN:NE2 2.53 0.41
24:Q:90:LYS:HZ3 24:Q:130:ARG:HD3 1.85 0.41
25:R:185:LEU:O 25:R:188:LYS:HB3 2.20 0.41
25:R:286:LEU:HB3 25:R:289:ILE:HG12 2.02 0.41
26:S:3:SER:C 26:S:7:MET:HG2 2.45 0.41

Continued on next page...



Page 385

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
26:S:137:PHE:HA 26:S:140:LEU:HB3 2.03 0.41
26:S:144:LEU:CD1 26:S:155:LEU:HD13 2.47 0.41
26:S:297:ILE:C 26:S:299:LYS:HB3 2.45 0.41
26:S:321:GLN:O 26:S:326:ASP:N 2.40 0.41
26:S:371:LEU:HA 26:S:376: THR:OG1 2.20 0.41
26:S:409:LEU:HA 26:S:412:ASN:CB 2.43 0.41
26:5:455:GLU:HG3 26:5:459:GLN:HE21 1.85 0.41
26:S:458: GLN:NE2 28:U:273:LEU:HB2 2.36 0.41
26:S5:473:ASP:O 26:S:476:LEU:N 2.54 0.41
27:T:157:TYR:O 27:T:161: TRP:N 2.45 0.41
27:T:202:LEU:HG 27:T:214:GLU:HB3 2.02 0.41
28:U:72:TYR:O 28:U:76:MET:N 2.25 0.41
29:V:95:LEU:HD22 29:V:100:ARG:HG2 2.03 0.41
29:V:232:GLU:O 29:V:235:GLU:N 2.52 0.41
30:W:20:ASP:0OD1 30:W:25:ARG:HA 2.20 0.41
33:7Z:103:TYR:OH 33:7:140:LEU:HD12 2.20 0.41
33:7Z:212:LEU:O 33:7:215:ASN:N 2.53 0.41
33:7:263:ALA:O 33:7:266:LYS:N 2.53 0.41
33:7:276:ASN:HA 33:7:277:GLU:HA 1.75 0.41
33:7:379:GLN:HE21 33:7:842:GLN:HB3 1.85 0.41
33:72:831:LEU:HD22 | 33:Z:834:LEU:HD12 2.03 0.41
10:¢:149:TYR:HE1 11:d:59:ILE:HB 1.84 0.41
10:¢:175:LEU:HD12 10:¢:200: THR:HG23 2.01 0.41
11:d:34:VAL:HG23 11:d:163: THR:HB 2.02 0.41
11:d:216:LYS:HB2 11:d:220:ASP:CG 2.46 0.41
12:€:236: THR:O 12:e:240:ILE:HG13 2.19 0.41
14:¢:109:ILE:HG13 14:¢:140:GLY:O 2.20 0.41
3:h:32:ILE:HD11 3:h:167:LYS:HG3 2.01 0.41
4:1:60:CYS:C 4:1:217:ARG:HH22 2.28 0.41
4:1:215: TYR:HE2 4:1:217:ARG:HB2 1.85 0.41
5:3:16: THR:HG23 5::121:1LE:HD13 2.02 0.41
5:3:50:PHE:CD1 5:3:00:PHE:N 2.85 0.41
1:1:71:MET:HG3 1:1:130:ILE:HG22 2.03 0.41
3:3:40: THR:HA 3:3:45:ILE:HA 2.02 0.41
3:3:126:LYS:HG2 3:3:127:GLY:H 1.84 0.41
4:4:196:LEU:HD23 4:4:196:LEU:HA 1.85 0.41
5:5:11:ILE:CG2 5:5:142:ALA:H 2.33 0.41
5:5:25:CYS:SG 5:5:43:ILE:HG13 2.59 0.41
6:6:55:GLN:HG3 7:7:163:TYR:CE1 2.55 0.41
6:6:183:ILE:O 6:6:189:ILE:HA 2.20 0.41
7:7:180: THR:OG1 7:7:183:GLU:HB2 2.20 0.41
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1:8:119:LYS:O 1:8:120:ARG:C 2.62 0.41
8:A:204:GLU:HG2 8:A:244:ARG:HB3 2.03 0.41
10:C:53: THR:OG1 10:C:210:ARG:NH1 2.53 0.41
10:C:160: TRP:CH2 11:D:52:LEU:HD23 2.53 0.41
12:E:243:LEU:O 12:E:244:LYS:C 2.64 0.41
13:F:43:HIS:CE1 13:F:184:GLY:HA2 2.50 0.41
13:F:67:ASP:0OD2 13:F:69:HIS:NE2 2.53 0.41
13:F:156:LEU:CD2 14:G:59:LEU:HA 2.50 0.41
14:G:25:GLU:O 14:G:28:VAL:HB 2.21 0.41
15:H:282:LYS:HZ1 17:J:223:1ILE:CB 2.26 0.41
17:J:26:LYS:CE 21:N:106:ILE:HG21 2.46 0.41
17:J:142:VAL:N 17:J:209:LYS:HA 2.24 0.41
18:K:70:ASP:0OD2 21:N:569:LYS:HG3 2.21 0.41
18:K:100:LEU:HD23 18:K:100:LEU:HA 1.83 0.41
19:1:149:ASP:CG 19:L:152:THR:HB 2.46 0.41
19:1:241:ALA:HB1 19:1:276:CYS:CA 2.50 0.41
20:M:270:ALA:O 20:M:274:ALA:N 2.53 0.41
20:M:312:LEU:HB3 20:M:342:ARG:HA 2.01 0.41
21:N:50:TYR:C 21:N:58:ARG:HD2 2.45 0.41
21:N:60:MET:CA 21:N:88:ARG:HG3 2.49 0.41
21:N:61:ALA:CA 21:N:64:1LE:HB 2.48 0.41
21:N:173:LYS:N 21:N:173:LYS:CD 2.77 0.41
21:N:222:TYR:O 21:N:225:LEU:N 2.53 0.41
21:N:775:CYS:N 21:N:866:TYR:H 2.18 0.41
21:N:780:ASP:C 21:N:783:SER:H 2.29 0.41
22:0:29:PHE:HA 22:0:32:PHE:CB 2.50 0.41
22:0:212:GLN:O 22:0:215:TYR:HB3 2.19 0.41
22:0:310:PHE:HE1 22:0:341:1LE:HG12 1.84 0.41
22:0:338:LYS:NZ 22:0:353:VAL:HB 2.31 0.41
22:0:385:GLU:OE1 28:U:190:LEU:N 2.54 0.41
23:P:156:ALA:O 23:P:159:ILE:HG22 2.21 0.41
23:P:223:LEU:O 23:P:227:ILE:N 2.32 0.41
23:P:224:LEU:O 23:P:227:ILE:HB 2.21 0.41
23:P:263:HIS:CA 23:P:266: TYR:HB3 2.49 0.41
23:P:314:VAL:HA 23:P:317:THR:HB 2.02 0.41
23:P:369:LEU:O 23:P:371:LEU:HG 2.20 0.41
23:P:377:GLU:O 23:P:380:ILE:HB 2.19 0.41
23:P:410:GLN:C 23:P:412:LEU:N 2.77 0.41
23:P:433:ILE:O 23:P:436:GLU:N 2.53 0.41
24:Q:51:ARG:NH1 24:Q:58:ILE:HD12 2.35 0.41
24:QQ:66:VAL:HG21 24:QQ:107:VAL:HG23 2.02 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
24:Q:270:ILE:CD1 24:Q:299:MET:HB3 2.51 0.41
24:Q:335:PHE:O 24:Q:336:ASN:C 2.61 0.41
25:R:63:TYR:CE2 25:R:94:PHE:CE1 3.08 0.41
25:R:188:LYS:HB2 25:R:217:HIS:ND1 2.36 0.41
25:R:213:TYR:HA 25:R:216:ILE:HB 2.02 0.41
25:R:258:LEU:HD22 25:R:290:SER:HA 2.02 0.41
25:R:351:LYS:HG3 25:R:355:SER:OG 2.20 0.41
25:R:382:ASP:CB 26:S:402:ILE:CD1 2.99 0.41
27:T:64:VAL:HA 27:T:67:LEU:HD12 2.03 0.41
27:T:201:PRO:HD2 27:T:204:ASN:HD22 1.85 0.41
28:U:7:LYS:HE3 28:U:7:LYS:HB2 1.88 0.41
28:U:20:ASP:0OD2 29:V:100:ARG:NH2 2.54 0.41
28:U:272:GLU:O 28:U:276:ILE:HG13 2.20 0.41
29:V:127:LYS:O 29:V:130:GLU:HG2 2.21 0.41
29:V:267:LYS:NZ 29:V:272:GLY:O 2.48 0.41
31:X:113:GLU:HB2 31:X:118:ASP:HB3 2.01 0.41
33:7Z:103:TYR:CZ 33:7:137:'TYR:HD1 2.39 0.41
33:7Z:151:HIS:CG 33:7:152:GLU:N 2.88 0.41
33:7:269: TYR:CD1 33:7:272:TYR:HE2 2.36 0.41
33:7:407:VAL:HB 33:7:439:TYR:OH 2.20 0.41
33:7:420:ALA:O 33:7:424:SER:N 2.45 0.41
8:a:135:ARG:NE 14:¢:125:LEU:HA 2.35 0.41
9:b:149:GLN:O 9:b:156: TYR:HA 2.19 0.41
10:¢:112:VAL:HG13 10:¢:137:TYR:CE2 2.56 0.41
10:¢:166:GLY:O 10:¢:169: THR:HG23 2.20 0.41
11:d:162:GLN:NE2 11:d:163: THR:H 2.19 0.41
12:e:74:ILE:HG12 12:¢:109:VAL:HG22 2.02 0.41
12:e:128:SER:CB 13:£:125:GLY:HA3 2.51 0.41
12:€:222:ILE:HA 12:€:228:PHE:HA 2.02 0.41
13:£:105:VAL:HG12 13:f:145:LEU:HD13 2.02 0.41
14:¢:136: THR:HG22 14:¢g:138:PHE:HB3 2.02 0.41
14:¢:239:ALA:HA 14:¢:242:PHE:HB3 2.02 0.41
4:1:113:LYS:O 4:1:117:PHE:N 2.45 0.41
4:1:206:VAL:HB 4:1:214:GLU:HG2 2.01 0.41
5:3:63:LEU:HD21 5:j:103:TYR:CZ 2.55 0.41
6:k:36:ARG:HG2 6:k:46:PHE:HE2 1.85 0.41
6:k:41:HIS:HD2 6:k:185:ASP:O 2.03 0.41
7:1:229:LEU:HD21 7:1:263:HIS:CD2 2.55 0.41
1:1:43:ALA:HB1 1:1:221:LEU:HD11 2.01 0.41
4:4:67:SER:O 4:4:70:ILE:N 2.47 0.41
4:4:215:TYR:CE2 4:4:217:ARG:HB2 2.56 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
5:5:65:GLU:O 5:5:66:MET:C 2.64 0.41
5:5:189:ILE:HD13 5:5:189:1ILE:HA 1.87 0.41
6:6:13:VAL:HG23 6:6:114:PRO:CB 2.48 0.41
6:6:79:ALA:O 6:6:82:SER:HB2 2.20 0.41
7:7:271:LEU:O 7:7:274:LYS:HB3 2.19 0.41
1:8:29:GLY:C 1:8:74:ASN:HD21 2.25 0.41
1:8:133:LEU:HG 1:8:226:VAL:HG12 2.03 0.41
2:9:60:LEU:HD12 2:9:69:PHE:O 2.20 0.41
2:9:234:ASP:N 2:9:238:GLY:O 2.54 0.41
9:B:37:ILE:HD12 9:B:192:ALA:HB2 2.01 0.41
10:C:186:VAL:O 10:C:190:ILE:HG13 2.21 0.41
11:D:66:LYS:HD3 11:D:69:SER:HA 2.02 0.41
11:D:162:GLN:NE2 11:D:163: THR:H 2.19 0.41
12:E:223: THR:0G1 12:E:226:ASP:HB2 2.21 0.41
13:F:171:TYR:O 13:F:174:ARG:HB3 2.21 0.41
14:G:69:VAL:HA 14:G:75:GLY:HA2 2.02 0.41
15:H:163:VAL:CG1 15:H:164:SER:H 2.26 0.41
15:H:167:ASP:C 15:H:174:VAL:HG11 2.45 0.41
15:H:194:SER:HG 15:H:197-MET:HB3 1.84 0.41
15:H:311:ILE:HG12 15:H:355: THR:HB 2.00 0.41
15:H:403:ARG:O 15:H:406:LEU:HB2 2.21 0.41
15:H:420:ARG:HB3 15:H:424: THR:CG2 2.50 0.41
16:1:389:LEU:O 16:1:390:GLY:C 2.63 0.41
18:K:113: THR:CB 19:L:125:PRO:HB2 2.46 0.41
18:K:160: VAL:HG23 18:K:161:MET:N 2.36 0.41
18:K:216:GLY:HA3 19:L:313:ASP:CB 2.50 0.41
18:K:332:GLY:O 18:K:333:ARG:HD3 2.20 0.41
19:1.:149:ASP:HB3 19:L:154: THR:H 1.86 0.41
19:1:216:LYS:HG3 19:1:341:GLY:N 2.35 0.41
19:1:294:GLY:O 19:L:298:ASP:HB2 2.20 0.41
19:L:374:PHE:HD2 19:L:376:PHE:HE1 1.67 0.41
19:L:377:GLU:O 19:1:381:LYS:N 2.42 0.41
20:M:156:LEU:HD23 20:M:156:LEU:HA 1.71 0.41
21:N:124:TYR:CD1 21:N:162:ARG:HG2 2.55 0.41
21:N:320:SER:O 21:N:321:LEU:HB2 2.19 0.41
21:N:522:ALA:O 21:N:557:LEU:HD12 2.20 0.41
21:N:669:GLU:H 21:N:675:VAL:HG21 1.86 0.41
22:0:58:ARG:CG 22:0:61:LEU:HB2 2.51 0.41
23:P:143:LEU:O 23:P:147:LYS:N 2.34 0.41
23:P:168:TYR:CD2 23:P:176:LYS:HB2 2.55 0.41
23:P:310:ARG:O 23:P:311:TRP:C 2.63 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
23:P:382:ASP:O 23:P:386:GLN:HG2 2.20 0.41
25:R:221:VAL:HG22 25:R:325:HIS:HB3 2.02 0.41
25:R:370:LYS:O 25:R:373:PRO:HD2 2.19 0.41
26:S:39:ASN:O 26:S:147: TRP:CH2 2.74 0.41
26:S:156:VAL:O 26:S:159:ASN:HB2 2.20 0.41
26:S:455:GLU:CD 26:S:458:GLN:HB2 2.46 0.41
27:T:188:GLU:HA 27:T:191:LYS:NZ 2.36 0.41
27:T:227:PRO:HG3 27:T:236:ASN:H 1.86 0.41
27:T:254:ASP:HB3 29:V:295:VAL:HG11 2.03 0.41
28:U:52:PHE:HE2 28:U:80:CYS:SG 2.41 0.41
28:U:55:PRO:HD2 28:U:72:TYR:CD2 2.54 0.41
28:U:273:LEU:HD22 | 29:V:295:VAL:HG22 2.03 0.41
28:U:283:ARG:CZ 29:V:288:LEU:HD13 2.50 0.41
28:U:306:VAL:HG12 28:U:306:VAL:O 2.21 0.41
30:W:71:LYS:O 30:W:74:ALA:N 2.54 0.41
30:W:158:ILE:O 30:W:162:ASN:HB2 2.20 0.41
31:X:75:TRP:HE1 31:X:122: TYR:HD1 1.69 0.41
33:7:140:LEU:HD23 33:7:140:LEU:HA 1.63 0.41
33:7:328:ASP:HA 33:7:332:ASN:CB 2.48 0.41
33:7:382:ALA:HA 33:7:385:PHE:CE2 2.55 0.41
33:7:418:ALA:O 33:7:422:1LE:HG13 2.20 0.41
33:7:512:ILE:CG2 33:7:521:GLU:HB3 2.49 0.41
33:7Z:527:SER:HA 33:7:530:LEU:HD12 2.01 0.41
33:7:821:GLY:HA3 33:7Z:862:MET:CB 2.49 0.41
33:7:923:ILE:C 33:7:959:HIS:CE1 2.98 0.41
8:a:245:LEU:HA 8:a:248:.ILE:HG12 2.02 0.41
9:b:13:SER:O 9:b:16:GLY:N 2.39 0.41
9:b:171:ALA:O 9:b:175:LEU:HG 2.21 0.41
9:b:180:ASN:H 9:b:183:LEU:HD11 1.85 0.41
10:¢:122: TYR:HE2 10:¢:131:PHE:CE2 2.38 0.41
13:f:231:ALA:HA 13:f:234:1LE:CD1 2.50 0.41
14:¢:5:GLY:C 14:g:8:'TYR:HE1 2.27 0.41
14:2:126: TYR:O 14:g:129:VAL:HG22 2.20 0.41
3:h:40: THR:HA 3:h:45:1LE:HA 2.02 0.41
3:h:44:TYR:HE2 3:h:46:ALA:HA 1.82 0.41
6:k:19:LYS:HE2 6:k:178:GLY:C 2.46 0.41
6:k:143:LEU:C 6:k:147:HIS:HD1 2.26 0.41
7:1:215:LEU:O 7:1:219:TYR:N 2.48 0.41
1:1:21:PHE:CE1 2:2:142:PRO:HG3 2.56 0.41
1:1:35:ALA:HB1 1:1:139:GLY:O 2.20 0.41
2:2:166:LEU:HD23 2:2:166:LEU:HA 1.85 0.41
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4:4:65:ARG:HB2 4:4:71:TRP:CZ3 2.56 0.41
4:4:91:ASN:CB 4:4:111:MET:HE1 2.50 0.41
5:5:16: THR:HG23 5:5:121:1ILE:HD13 2.02 0.41
5:5:88: THR:HG23 5:5:124:PHE:HZ 1.85 0.41
6:6:41:HIS:HD2 6:6:185:ASP:0O 2.03 0.41
6:6:60:ILE:HG21 6:6:84:VAL:HG22 2.03 0.41
6:6:146:HIS:CD2 6:6:147:HIS:CE1 3.09 0.41
7:7:81:PHE:CZ 7:7:88:1ILE:HB 2.56 0.41
8:A:131:ARG:HA 8:A:131:ARG:HD2 1.80 0.41
9:B:1:MET:HG2 9:B:2: THR:N 2.36 0.41
9:B:215:GLY:O 9:B:234:ARG:HB3 2.21 0.41
12:E:194:LYS:0O 12:E:198:LEU:HD13 2.21 0.41
13:F:29:ILE:HD11 13:F:149:PRO:HG2 2.02 0.41
13:F:132:LEU:HD23 13:F:132:LEU:HA 1.86 0.41
13:F:157:TYR:CE2 14:G:60:VAL:HG22 2.56 0.41
13:F:171:TYR:CA 13:F:174:ARG:HB3 2.46 0.41
13:F:213:1ILE:HD12 13:F:230:VAL:HG12 2.02 0.41
14:G:119:TYR:CZ 14:G:123:HIS:HE1 2.38 0.41
15:H:147:.1ILE:CG1 15:H:176:VAL:HA 2.50 0.41
15:H:228:PRO:HG3 15:H:242:PRO:HB3 2.03 0.41
15:H:297:-MET:HA 15:H:300: THR:HB 2.03 0.41
16:1:133:ILE:HG23 16:1:173:SER:OG 2.20 0.41
16:1:140:ILE:HD12 16:1:140:ILE:HG23 1.80 0.41
16:1:153:PRO:HB2 16:1:155:TYR:HE1 1.82 0.41
16:1:203:SER:HB2 16:1:268:SER:HA 2.03 0.41
16:1:280:ILE:N 16:1:281:GLN:CD 2.77 0.41
17:J:99:ALA:HB2 17:J:122:LEU:O 2.20 0.41
17:J:153:LEU:HD13 17:J:316:PHE:CE1 2.56 0.41
18:K:58:TYR:HD1 18:K:61:LEU:HD12 1.85 0.41
18:K:81:ARG:HA 18:K:84:GLU:CD 2.45 0.41
18:K:342:SER:C 18:K:343:LEU:CD1 2.86 0.41
19:L:251:1ILE:HG23 19:L:262:ILE:CG2 2.47 0.41
20:M:334:ASP:O 20:M:337:LEU:N 2.54 0.41
21:N:124:TYR:HE1 21:N:164:ASP:0OD2 2.03 0.41
21:N:153:ALA:O 21:N:156:ILE:HB 2.21 0.41
21:N:250:ASP:0OD1 21:N:251:GLU:N 2.54 0.41
21:N:309:ILE:O 21:N:711:ARG:NH2 2.53 0.41
21:N:376:LYS:CA 21:N:411:ILE:HG12 2.41 0.41
21:N:599:TYR:HD1 21:N:632:LYS:HZ3 1.66 0.41
21:N:871:-MET:O 21:N:872:THR:0OG1 2.32 0.41
22:0:171:PHE:HA 22:0:174:THR:HB 2.03 0.41
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23:P:311:TRP:CZ2 23:P:338: TRP:CD1 3.09 0.41
23:P:322:LEU:HD23 23:P:322:LEU:HA 1.89 0.41
23:P:423:LEU:HG 29:V:238:LEU:HD12 2.03 0.41
24:QQ:80:HIS:O 24:Q:84:TYR:N 2.52 0.41
24:QQ:95:LYS:HE3 9:b:248:GLU:HB3 2.02 0.41
24:Q:382:LEU:HD22 24:Q:382:LEU:HA 1.79 0.41
24:Q:405:GLN:CB 25:R:395:ASN:CA 2.89 0.41
25:R:174:ILE:HG22 25:R:190:LYS:HD3 2.03 0.41
25:R:309:LEU:CD1 32:Y:76:GLU:HB2 2.51 0.41
25:R:336:LYS:HD?2 25:R:336:LYS:HA 1.76 0.41
26:S:214:MET:HB3 26:S:233:LEU:HD23 2.03 0.41
26:5:385:SER:HB2 27:T:154:GLU:OE1 2.20 0.41
26:S:428:ARG:HG2 26:S:429:ASP:0OD1 2.20 0.41
27:T:94:HIS:CE1 27:T:97:SER:H 2.39 0.41
27:T:131:LYS:HD3 27:T:134:LYS:HD3 2.01 0.41
28:U:7:LYS:NZ 28:U:158:PRO:HB2 2.34 0.41
28:U:72:TYR:CA 29:V:94:MET:-HE3 2.51 0.41
28:U:270:ASN:O 28:U:271:ASP:C 2.64 0.41
29:V:207:ALA:C 29:V:211:LYS:HZ3 2.26 0.41
29:V:264:GLU:OFE1 29:V:279:HIS:HB2 2.20 0.41
30:W:26:PHE:O 30:W:30:ILE:HG13 2.21 0.41
30:W:141:ILE:HD13 | 30:W:154:LEU:HD22 2.01 0.41
31:X:46: TRP:CE3 31:X:68:LEU:HD23 2.55 0.41
32:Y:76:GLU:HA 32:Y:79:ALA:CB 2.48 0.41
33:7Z:106:TRP:CB 33:7:140:LEU:HD13 2.51 0.41
33:7:288:LEU:O 33:7:290:GLU:CB 2.69 0.41
33:7:359:LYS:HE2 33:7:359:LYS:HB3 1.91 0.41
33:7:599:1LE:HA 33:7:602:LEU:HB2 2.02 0.41
8:a:92:ASN:HD22 R:a:137:LEU:HD11 1.84 0.41
9:b:1:MET:HG2 9:b:2:THR:N 2.36 0.41
9:b:64:VAL:HA 9:b:73:ALA:O 2.21 0.41
9:b:76:SER:OG 9:b:164:ILE:HG13 2.20 0.41
10:¢:94:HIS:CG 10:¢:114:ARG:HG2 2.55 0.41
13:£:104:ALA:O 13:£:108:ALA:N 2.41 0.41
14:g:33:ASN:HA 14:g:167:LYS:HZ1 1.85 0.41
4:1:113:LYS:HD2 4:1:148: THR:HG21 2.01 0.41
5:3:88: THR:HG23 5:j:124:PHE:HZ 1.85 0.41
5:3:190:ILE:HA 5:j:195:VAL:HG22 2.03 0.41
6:k:33:ASP:OD1 6:k:35: THR:N 2.28 0.41
1:8:43:ALA:HB1 1:8:221:LEU:HD11 2.02 0.41
1:8:180:GLU:HB2 1:8:183: THR:HG21 2.01 0.41
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2:9:134:TYR:O 2:9:137:ARG:HB3 2.19 0.41
8:A:125:SER:HA 8:A:128:TYR:CD2 2.56 0.41
9:B:48:GLU:HG3 9:B:209:ILE:HD13 2.03 0.41
9:B:76:SER:OG 9:B:164:ILE:HG13 2.20 0.41
9:B:213:ILE:HG23 9:B:238:LEU:HD11 2.02 0.41
10:C:91:ALA:HB2 10:C:115:LEU:HD21 2.03 0.41
10:C:175:LEU:HD12 | 10:C:200: THR:HG23 2.01 0.41
11:D:34:VAL:HG23 11:D:163:THR:HB 2.02 0.41
12:E:22:PHE:HB3 12:E:26:TYR:CE2 2.55 0.41
12:E:70:ILE:HD12 12:E:74:ILE:HG22 2.03 0.41
12:E:130:GLU:HG2 12:E:131:GLU:N 2.35 0.41
12:E:188:HIS:CE1 12:E:190:SER:HG 2.35 0.41
12:E:223:THR:O 12:E:224:LYS:C 2.64 0.41
13:F:50:LYS:HE3 13:F:209:ASP:O 2.21 0.41
14:G:55:THR:HB 14:G:59:LEU:HD11 2.01 0.41
15:H:173:ARG:HG2 16:1:146:ILE:HD12 2.02 0.41
15:H:261:ARG:O 15:H:264:ALA:HB3 2.20 0.41
15:H:278:GLU:CA 16:1:292: ARG:HH22 2.32 0.41
15:H:341:ASP:CG 15:H:367:ARG:NH2 2.78 0.41
16:1:212:GLY:CA 16:1:388:ILE:HG12 2.51 0.41
16:1:273:ARG:HH22 17:J:277:ASN:ND2 2.19 0.41
16:1:280:ILE:C 16:1:281: GLN:NE2 2.79 0.41
16:1:312:ASP:HA 16:1:357:LYS:HD2 2.02 0.41
17:J:135:SER:HG 17:J:137:MET:HG2 1.86 0.41
17:J:360:GLY:O 17:J:363: THR:OG1 2.30 0.41
18:K:51:LEU:HA 18:K:54:LEU:HB2 2.01 0.41
18:K:81:ARG:HE 21:N:584:ARG:HH22 1.68 0.41
18:K:207:ARG:NH1 18:K:306:PHE:O 2.54 0.41
18:K:236:ARG:NH1 19:L:315:PHE:CD2 2.88 0.41
18:K:334:LEU:HA 18:K:334:LEU:HD12 1.88 0.41
19:L:133:ASN:O 19:L:135:VAL:HG13 2.21 0.41
19:L:184:GLY:HA2 19:L:190:ILE:CD1 2.51 0.41
19:L:400:PHE:O 19:1:404:ARG:N 2.48 0.41
21:N:56:SER:OG 21:N:57:ASP:N 2.54 0.41
21:N:106:ILE:O 21:N:109:TYR:N 2.53 0.41
21:N:214:LEU:HB2 21:N:225:LEU:HD21 2.03 0.41
21:N:339:-MET:HG2 21:N:707:ASN:HB3 2.02 0.41
21:N:360:GLN:O 21:N:361:ASN:C 2.62 0.41
21:N:649:VAL:CG1 21:N:651:PHE:HB3 2.51 0.41
21:N:650:ASP:HA 21:N:653:ARG:HH11 1.86 0.41
21:N:891:VAL:HB 21:N:908:ARG:HG3 2.03 0.41
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22:0:15:ARG:O 30:W:18:ASN:CG 2.61 0.41
22:0:47:LYS:O 22:0:81:TYR:CZ 2.74 0.41
22:0:169:ASN:O 22:0:173:SER:OG 2.38 0.41
22:0:234:LEU:HA 22:0:238:1LE:HD11 2.03 0.41
22:0:287:LEU:O 22:0:291:1LE:HG12 2.20 0.41
22:0:383:LYS:HB2 22:0:383:LYS:HE2 1.72 0.41
23:P:160:LEU:HG 23:P:183:GLN:HG3 2.01 0.41
23:P:200:SER:OG 23:P:201:ARG:N 2.54 0.41
23:P:245:TYR:HD1 23:P:260:VAL:HB 1.85 0.41
23:P:342:GLN:O 23:P:346:1LE:HG13 2.19 0.41
23:P:346:1LE:HD13 23:P:371:LEU:HD11 2.02 0.41
24:Q:9:GLU:HA 24:Q:12:ARG:HB3 2.02 0.41
24:Q:127:ARG:HG3 24:QQ:128:GLU:N 2.36 0.41
24:Q:165:PHE:HA 24:QQ:169:ASP:HB3 2.03 0.41
24:QQ:310:SER:CB 24:Q:349:LYS:NZ 2.63 0.41
25:R:302:ALA:O 25:R:304: TYR:N 2.54 0.41
25:R:307:TYR:CA 25:R:310:GLU:HB3 2.48 0.41
25:R:382:ASP:CA 26:S:402:ILE:HD12 2.50 0.41
26:S:149:SER:HG 26:S:152:LEU:HD21 1.86 0.41
26:S:160:ARG:HH22 26:S:206:GLN:CB 2.33 0.41
26:S:225:HIS:CD2 26:S:228:GLU:OE2 2.72 0.41
26:S:286: TYR:CE1 26:S:323:LEU:HD13 2.56 0.41
26:S:293:ILE:HA 26:S:296:ALA:CB 2.50 0.41
26:S:323:LEU:HA 26:S:383:LEU:HD21 2.02 0.41
27:T:216:GLU:HA 27:T:219:LYS:NZ 2.36 0.41
28:U:20:ASP:HA 28:U:23:GLU:OE1 2.19 0.41
29:V:120:SER:O 29:V:123:VAL:HB 2.20 0.41
30:W:38:GLN:HG3 30:W:42:ASN:HD21 1.85 0.41
31:X:17:TYR:CZ 31:X:66:LEU:HD22 2.56 0.41
33:7:139:LEU:N 33:7:203:LEU:HD12 2.36 0.41
33:2:272:TYR:CD1 33:2:277:GLU:HB2 2.55 0.41
33:7:361:HIS:CE1 33:Z:957:LEU:HA 2.55 0.41
33:7:564:ARG:CG 33:7:594:PRO:CA 2.95 0.41
33:7:593:HIS:C 33:7:596: THR:CB 2.93 0.41
33:7:614:VAL:C 33:7:616:LEU:N 2.78 0.41
33:7:985:LYS:HB2 33:7:993:GLU:O 2.19 0.41
8:a:204:GLU:HG2 R:a:244:ARG:HB3 2.03 0.41
9:b:21:1ILE:O 9:b:25:LEU:HG 2.20 0.41
10:¢:110:ILE:HA 10:¢:113:ARG:HG2 2.03 0.41
11:d:138:PHE:HE1 11:d:145:PRO:HA 1.79 0.41
12:e:243:LEU:O 12:e:244:LYS:C 2.64 0.41
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13:£:52: ASN:HB2 13:£:57:SER:OG 2.20 0.41
13:£:63:ILE:HD12 13:£:212:SER:OG 2.20 0.41
13:£:155:GLU:H 14:g:64:ASN:ND2 2.15 0.41
14:¢:52:LYS:HE3 14:¢:64:ASN:O 2.21 0.41
14:¢:69:VAL:HA 14:¢:75:GLY:HA2 2.02 0.41
4:1:133:ASP:HB2 4:1:134:PRO:HD2 2.02 0.41
6:k:66:LEU:HG 6:k:70:ARG:NH1 2.36 0.41
6:k:79:ALA:O 6:k:82:SER:HB2 2.20 0.41
7:1:81:PHE:CZ 7:1:88:1LE:HB 2.56 0.41
1:1:80:GLY:HA2 1:1:83:LEU:HB3 2.02 0.41
1:1:163:SER:HA 7:1:100: TRP:CZ3 2.55 0.41
1:1:223:ILE:N 1:1:234:GLU:O 2.46 0.41
2:2:94:GLN:OE1 3:h:137:SER:HA 2.20 0.41
4:4:41:VAL:HG21 4:4:139:LEU:HB2 2.03 0.41
4:4:48:ARG:NH2 4:4:199:GLY:HA3 2.36 0.41
4:4:65:ARG:NH1 9:B:224:TYR:CZ 2.89 0.41
5:5:67:PHE:CE1 5:5:91:VAL:HA 2.55 0.41
5:5:67:PHE:CE1 5:5:91:VAL:HG22 2.56 0.41
6:6:19:LYS:HE2 6:6:178:GLY:C 2.46 0.41
6:6:153: THR:N 6:6:156:GLU:OE1 2.42 0.41
2:9:163:VAL:HG23 2:9:169: THR:HG22 2.02 0.41
8:A:21:PRO:HA 9:B:23:TYR:CD1 2.56 0.41
8:A:51:THR:0OG1 8:A:152:PRO:HB3 2.21 0.41
8:A:92:ASN:HD22 8:A:137:LEU:HD11 1.84 0.41
8:A:200:GLU:HA 8:A:244:ARG:HE 1.85 0.41
9:B:14:PRO:HA 10:C:24:TYR:CZ 2.55 0.41
9:B:243:ILE:O 9:B:247.LEU:N 2.52 0.41
10:C:73:1ILE:C 10:C:227:GLN:HE22 2.28 0.41
11:D:216:LYS:HB2 11:D:220:ASP:HB3 2.03 0.41
13:F:59: TYR:HD2 13:F:209:ASP:HB3 1.86 0.41
13:F:110:HIS:HB3 14:G:86:ARG:HH22 1.85 0.41
13:F:140:SER:HG 13:F:143:HIS:CE1 2.24 0.41
14:G:56:SER:N 14:G:59:LEU:HD13 2.36 0.41
15:H:156:VAL:HG21 20:M:163:PHE:HB3 2.03 0.41
15:H:396:MET:CG 16:1:238:-MET:CB 2.99 0.41
16:1:273:ARG:HG2 17:J:274:GLU:CD 2.46 0.41
17:J:27:ILE:O 18:K:51:LEU:HD13 2.21 0.41
17:J:174:PHE:HB3 17:J:179:ILE:HD11 2.01 0.41
18:K:343:LEU:C 18:K:345:ASP:H 2.29 0.41
19:L:356:GLY:HA2 19:1:359:GLU:OFE1 2.20 0.41
20:M:173:ASP:0OD2 20:M:176:PRO:HB3 2.20 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:142:GLU:O 21:N:146:LYS:N 2.49 0.41
21:N:214:LEU:HB3 21:N:220:CYS:SG 2.61 0.41
21:N:225:LEU:HA 21:N:228:VAL:HB 2.02 0.41
21:N:287:LEU:HD23 | 21:N:290:LEU:HD12 2.02 0.41
21:N:629:CYS:0O 21:N:663:ILE:HG23 2.21 0.41
21:N:736:PHE:O 21:N:737:SER:C 2.64 0.41
22:0:83:LEU:O 22:0:87:LYS:HB2 2.20 0.41
22:0:152:ASP:0O 22:0:156:THR:N 2.34 0.41
23:P:211:PRO:HD2 23:P:213:TYR:CZ 2.56 0.41
23:P:329:PHE:CE2 23:P:337:HIS:CD2 3.09 0.41
23:P:408:SER:OG 23:P:410:GLN:NE2 2.53 0.41
24:Q:39:SER:O 24:Q:47:ASP:N 2.51 0.41
24:QQ:308:ASN:ND2 24:Q:313:ASP:0D2 2.54 0.41
24:QQ:398:TYR:HD1 24:QQ:398:TYR:HA 1.71 0.41
25:R:31:PHE:CE2 25:R:319:CYS:C 2.99 0.41
25:R:58:GLU:OE2 25:R:109:LYS:HD?2 2.21 0.41
25:R:71:LEU:HD11 25:R:82:ASP:HB3 2.02 0.41
25:R:154:LEU:HD21 | 25:R:170:VAL:HG13 2.02 0.41
26:S:357:LEU:HD12 | 26:S:384:ARG:HH11 1.86 0.41
26:S:383:LEU:HA 26:S:386:ASN:HD22 1.86 0.41
26:5:393:ARG:HA 26:S:397:LEU:CG 2.51 0.41
27:T:99:SER:HB2 27:T:102:LYS:CD 2.50 0.41
27:T:110:LEU:O 27:T:114:LEU:N 2.33 0.41
27:T:160:ALA:HA 27:T:163:LEU:HD12 2.02 0.41
29:V:52:LEU:HD13 29:V:69:PHE:CZ 2.56 0.41
29:V:287:THR:C 29:V:291:ASN:HB2 2.44 0.41
30:W:25:ARG:NH2 30:W:114:VAL:O 2.46 0.41
33:7:106:TRP:CA 33:7:112:LYS:HD3 2.51 0.41
33:7:208:VAL:HA 33:7:220:ALA:HB3 2.02 0.41
33:72:220:ALA:HA 33:7:223:LEU:HB2 2.03 0.41
33:7:334:LYS:HD?2 33:7:339:PHE:HB2 2.01 0.41
33:72:381:LEU:HG 33:7:385:PHE:CZ 2.56 0.41
33:7:391:ASN:ND2 33:7:396:ASN:HD22 2.19 0.41
8:a:49:ASP:C 8:a:152:PRO:HG3 2.46 0.41
8:a:200:GLU:HA 8:a:244:ARG:HE 1.85 0.41
9:b:222:LEU:O 4:1:68:PRO:HB3 2.20 0.41
10:c:13:PHE:HZ 11:d:128:PRO:O 2.04 0.41
11:d:72:VAL:HG23 11:d:136:ALA:HB3 2.02 0.41
12:e:10:ARG:HD2 12:e:14:THR:HG21 2.03 0.41
12:e:165: TYR:HB2 12:e:167:TYR:CE1 2.56 0.41
12:e:194:LYS:O 12:e:198:LEU:HD13 2.21 0.41
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13:£:59: TYR:HD2 13:£:209:ASP:HB3 1.86 0.41
13:£:67:ASP:HB3 13:f:70:MET:HB3 2.01 0.41
13:f:69:HIS:HB2 13:£:137:TYR:O 2.21 0.41
13:£:171:TYR:O 13:f:174:ARG:HB3 2.21 0.41
14:¢:9:ASP:HB3 14:¢:22:PHE:HB2 2.02 0.41
14:g:27:ALA:O 14:¢:31:VAL:HG23 2.21 0.41
14::137:ILE:HG12 14:g:150:MET:HB2 2.03 0.41
3:h:38:ARG:HB2 3:h:189:GLY:C 2.46 0.41
3:h:101:PHE:O 3:h:102:LYS:C 2.64 0.41
5:j:24:ALA:HB2 5:3:187:-VAL:HG22 2.03 0.41
7:1:188:TYR:CD1 7:1:198:LYS:HB2 2.55 0.41
1:1:31:ILE:HG23 1:1:74:ASN:ND2 2.36 0.41
1:1:98:HIS:HA 12:e:111:SER:OG 2.20 0.41
1:1:153:GLU:CD 1:1:156:ARG:HH21 2.28 0.41
1:1:241:ASP:OD1 1:1:241:ASP:N 2.53 0.41
2:2:60:LEU:HD12 2:2:69:PHE:O 2.20 0.41
2:2:113:LEU:O 2:2:116:ALA:N 2.49 0.41
2:2:264:GLN:NE2 3:3:55:ARG:N 2.69 0.41
2:2:264:GLN:OE1 3:3:54: THR:HG23 2.21 0.41
3:3:38:ARG:HB2 3:3:189:GLY:C 2.46 0.41
3:3:103:GLU:O 3:3:107:GLU:HG2 2.21 0.41
4:4:133:ASP:HB2 4:4:134:PRO:HD2 2.02 0.41
4:4:177:LYS:O 4:4:181:1LE:N 2.36 0.41
5:5:24:ALA:HB2 5:5:187:VAL:HG22 2.03 0.41
5:5:193:ASP:0OD1 5:5:193:ASP:N 2.51 0.41
6:6:2:ASP:C 6:6:3:ILE:HG13 2.46 0.41
6:6:30:ASP:OD1 6:6:30:ASP:N 2.51 0.41
6:6:91:SER:HA 6:6:94:SER:HB2 2.03 0.41
6:6:108:ASP:0OD1 6:6:110:LYS:N 2.54 0.41
6:6:116:LEU:O 6:6:127:GLU:HA 2.20 0.41
6:6:158:LEU:O 6:6:161:LEU:HB2 2.20 0.41
7:7:97:ALA:HB3 7:7:100:TRP:CD1 2.54 0.41
7:7:163:TYR:CE1 7:7:166:LYS:HD3 2.55 0.41
7:7:187:ILE:HB 7:7:199:GLY:O 2.20 0.41
7:7:229:LEU:HD21 7:7:263:HIS:CD2 2.55 0.41
1:8:241:ASP:N 1:8:241:ASP:OD1 2.53 0.41
2:9:103:LEU:HD11 2:9:128:TYR:CE2 2.55 0.41
2:9:103:LEU:HD11 2:9:128:TYR:CD2 2.56 0.41
8:A:92:ASN:ND2 8:A:137:LEU:HD11 2.36 0.41
8:A:154:1LE:CD1 8:A:168:ALA:HA 2.51 0.41
10:C:46:LEU:HD23 10:C:46:LEU:HA 1.87 0.41
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10:C:94:HIS:CG 10:C:114:ARG:HG2 2.55 0.41
10:C:110:ILE:HA 10:C:113:ARG:HG2 2.03 0.41
10:C:112:VAL:HG13 10:C:137:TYR:CE2 2.56 0.41
10:C:141:ASP:CG 10:C:144:TYR:H 2.28 0.41
11:D:33:ALA:N 11:D:164:ILE:O 2.30 0.41
12:E:20:ARG:HE 13:F:31:GLN:HE22 1.68 0.41
13:F:144:LEU:HD21 | 13:F:159:THR:HG22 2.03 0.41
14:G:27:ALA:O 14:G:31:VAL:HG23 2.21 0.41
14:G:33:ASN:HA 14:G:167:LYS:HZ1 1.85 0.41
14:G:36: THR:CB 14:G:168:GLY:H 2.28 0.41
14:G:123:HIS:HA 14:G:129:VAL:HG11 2.03 0.41
14:G:136: THR:HG22 | 14:G:138:PHE:HB3 2.02 0.41
14:G:179:LEU:HD23 14:G:182:HIS:ND1 2.36 0.41
14:G:220:SER:OG 14:G:223:GLU:N 2.40 0.41
15:H:36:VAL:C 33:7:615:LEU:HD21 2.46 0.41
15:H:69:VAL:HG13 16:1:180: THR:HG22 2.03 0.41
15:H:175:GLY:HA3 15:H:189:PRO:CG 2.50 0.41
15:H:204:PRO:O 15:H:265:ASN:ND2 2.54 0.41
16:1:146:ILE:HD11 16:1:154:ASP:CB 2.51 0.41
16:1:217:GLN:HE22 16:1:376:LEU:H 1.68 0.41
17:J:29:GLU:HB3 26:S:224:L.YS:HE3 2.02 0.41
17:J:98:VAL:HG23 17:J:99:ALA:O 2.20 0.41
17:J:99:ALA:N 17:J:122:LEU:HB2 2.36 0.41
17:J:116:ARG:HB3 17:J:119:SER:HB2 2.02 0.41
17:J:150:VAL:HG13 17:J:197:LEU:HD13 2.02 0.41
17:J:273:LEU:O 17:J:276:LEU:HB2 2.20 0.41
18:K:94:LEU:CD1 18:K:138:ALA:HB1 2.51 0.41
18:K:126:LEU:HD13 18:K:130:LEU:O 2.21 0.41
18:K:157:SER:HB2 19:L:120:LYS:NZ 2.36 0.41
18:K:243: VAL:HG12 18:K:243:VAL:O 2.21 0.41
18:K:250:GLY:HA3 18:K:251:PRO:HD3 1.90 0.41
18:K:299:LEU:HD23 18:K:299:LEU:HA 1.87 0.41
18:K:342:SER:CA 18:K:344:ARG:HH12 2.34 0.41
19:1.:284:ASP:HB2 20:M:302: GLN:NE2 2.35 0.41
20:M:309:LEU:HD22 | 20:M:336:ALA:HB1 2.01 0.41
20:M:352:PRO:HG2 20:M:357:ARG:HG2 2.03 0.41
20:M:363:ILE:O 20:M:366:ARG:HB3 2.20 0.41
20:M:397:GLU:HA 20:M:400:MET:HE2 2.02 0.41
20:M:397:GLU:OE1 20:M:421:GLU:HB2 2.21 0.41
20:M:398:ALA:O 20:M:402:ALA:N 2.45 0.41
21:N:7:ALA:HB3 21:N:8:PRO:HD3 2.03 0.41
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21:N:8:PRO:HA 27:T:84:GLN:HG2 2.03 0.41
21:N:101:ILE:HG13 21:N:102:VAL:N 2.36 0.41
21:N:223:LEU:HD12 21:N:226:ASN:HB3 2.01 0.41
21:N:293:LEU:HD13 21:N:379:LEU:CD1 2.43 0.41
21:N:300:ASN:HA 21:N:303:LEU:HD12 2.03 0.41
21:N:318:LYS:HG2 21:N:332:VAL:HB 2.02 0.41
21:N:395:ALA:HB3 21:N:401:LYS:HB2 2.02 0.41
21:N:492: THR:CA 21:N:528:ARG:HD2 2.48 0.41
21:N:530:GLU:HA 21:N:533:ASP:0D2 2.21 0.41
21:N:561:GLY:HA2 21:N:597:ARG:HG3 2.03 0.41
21:N:564:ASN:HB3 21:N:567:ALA:HB3 2.03 0.41
21:N:880:ARG:NE 21:N:898:GLY:O 2.49 0.41
21:N:918:GLU:N 21:N:918:GLU:OFE1 2.54 0.41
22:0:34:GLU:CB 22:0:36:LYS:H 2.34 0.41
22:0:81:TYR:O 22:0:82:LEU:C 2.63 0.41
22:0:165:LEU:O 22:0:169:ASN:N 2.24 0.41
22:0:236:HIS:HB3 22:0:237:PRO:HD2 2.03 0.41
22:0:245:ASP:0O 22:0:248:TYR:HD2 2.04 0.41
22:0:289:GLN:HG2 22:0:293:LEU:HD22 2.02 0.41
22:0:360:GLY:H 22:0:363:ILE:HD12 1.86 0.41
23:P:39:LEU:HG 23:P:43:GLU:OE1 2.20 0.41
23:P:204:LEU:HD22 23:P:220: TYR:HE2 1.81 0.41
23:P:228:SER:OG 23:P:240:TYR:CD2 2.74 0.41
23:P:317:THR:HG22 23:P:318:TYR:CE1 2.55 0.41
23:P:320:PRO:HG2 23:P:322:LEU:HG 2.01 0.41
23:P:408:SER:H 23:P:410:GLN:HE22 1.68 0.41
24:Q:27:'TYR:CD1 24:QQ:61:LEU:HD22 2.56 0.41
24:Q:60:GLU:O 24:Q:64:LEU:HG 2.20 0.41
24:QQ:88:PHE:CE2 24:Q:92:LYS:HG2 2.56 0.41
24:Q:129:LYS:HE3 9:b:187:ASP:CG 2.46 0.41
24:Q:239:PHE:O 24:Q:242:SER:OG 2.34 0.41
24:Q:275:1LE:O 24:Q:278:VAL:HB 2.20 0.41
24:Q:298:ALA:O 24:Q:302:VAL:HG23 2.21 0.41
24:Q:310:SER:HB3 24:(Q:313:ASP:HB2 2.02 0.41
24:Q:413:LEU:HD12 | 25:R:406:GLN:NE2 2.36 0.41
24:Q:413:LEU:HD12 | 25:R:406:GLN:HE22 1.86 0.41
24:Q:420:ASN:OD1 24:Q:421:LYS:N 2.54 0.41
25:R:24:TYR:CD1 25:R:244: THR:HA 2.55 0.41
25:R:248:SER:O 25:R:252: TYR:HD2 2.04 0.41
25:R:305:PHE:HA 25:R:308:LEU:HD12 2.03 0.41
25:R:322:LEU:HA 25:R:325:HIS:CD2 2.56 0.41
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26:5:309:PHE:O 26:S:312: GLN:HB2 2.21 0.41
26:S:311:GLN:O 26:S:315:LYS:HG3 2.21 0.41
26:S:343:LEU:HG 26:S:347:HIS:ND1 2.36 0.41
26:S:394:1LE:HG13 26:S:394:1LE:H 1.77 0.41
27:T:91:SER:H 27:T:94:HIS:HB2 1.85 0.41
27:T:169:GLN:HG3 27:T:174:PHE:CB 2.38 0.41
30:W:132:LEU:HD11 30:W:157:PHE:CZ 2.53 0.41
33:7:103: TYR:OH 33:7:136:ARG:HG2 2.21 0.41
33:7Z:161:1LE:HB 33:7:203:LEU:HD13 2.02 0.41
33:7Z:311:ALA:HB1 33:72:341: TYR:CE2 2.56 0.41
33:7:344:LYS:HE2 33:72:919:GLU:C 2.46 0.41
33:7:353:VAL:HG12 33:2:357:ILE:CG1 2.51 0.41
33:7:474:LEU:HA 33:2:477:"TYR:HD2 1.86 0.41
33:7:501:LYS:HB3 33:7:533:VAL:O 2.20 0.41
33:7:544: THR:HG22 33:7:548:ASP:0D2 2.21 0.41
33:7Z:602:LEU:-HG 33:7:882:LEU:HD22 2.02 0.41
33:72:749:GLY:HA3 33:7Z:750:GLU:HA 1.74 0.41
33:2:770:GLU:HG2 33:7:893:PHE:HE2 1.86 0.41
33:7:774:ARG:NH2 33:72:894:MET:SD 2.94 0.41
8:a:65:ASP:0D2 8:a:68: THR:HG23 2.21 0.41
8:a:91:ARG:NH1 14:g:157:TYR:CD2 2.89 0.41
9:b:38:LYS:HB3 9:b:160:LYS:O 2.20 0.41
11:d:195:THR:O 11:d:199:LEU:HG 2.20 0.41
11:d:216:LYS:HB2 11:d:220:ASP:HB3 2.03 0.41
11:d:230:ASN:O 11:d:234: THR:N 2.34 0.41
12:€:221:CYS:N 12:€:229:LYS:0O 2.29 0.41
12:€:238:GLU:O 12:€:242:GLU:N 2.27 0.41
13:£:137:TYR:CE1 13:£:218:LYS:HA 2.55 0.41
14:2:36: THR:HA 14:g:165: THR:O 2.20 0.41
14:g:56:SER:N 14:¢:59:LEU:HD13 2.36 0.41
14:2:60:VAL:HB 14:¢:63:LYS:HG3 2.02 0.41
3:h:34:GLY:HA2 3:h:53:LEU:HD11 2.03 0.41
4:1:94:LEU:HA 4:1:94:LEU:HD23 1.90 0.41
5:j:12:VAL:O 5:j:139:SER:N 2.45 0.41
5:3:153:LEU:HD23 5:j:153:LEU:HA 1.93 0.41
5:j:164:PHE:HZ 5:3:200:LEU:HD21 1.86 0.41
5:3:182:GLY:HA2 5:3:202:MET:HE1 2.03 0.41
6:k:2:ASP:C 6:k:3:ILE:HG13 2.46 0.41
6:k:7:ILE:CD1 6:k:130: TYR:HB3 2.51 0.41
6:k:19:LYS:HB3 6:k:30:ASP:O 2.20 0.41
6:k:36:ARG:HB3 6:k:61:GLN:OE1 2.20 0.41
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6:k:108:ASP:OD1 6:k:110:LYS:N 2.54 0.41
6:k:116:LEU:O 6:k:127:GLU:HA 2.20 0.41
6:k:116:LEU:O 6:k:127:GLU:HG3 2.20 0.41
7:1:133: TRP:O 7:1:136:SER:HB2 2.21 0.41
7:1:243:ASP:OD1 7:1:245:TYR:N 2.31 0.41
1:1:116:LEU:HD23 1:1:116:LEU:HA 1.90 0.41
1:1:164:LEU:O 5:5:148:GLY:HA3 2.20 0.41
1:1:220:GLY:HA2 1:1:238:LEU:N 2.35 0.41
4:4:110:GLN:O 4:4:111:MET:C 2.64 0.41
5:5:190:1ILE:HA 5:5:195:VAL:HG22 2.03 0.41
6:6:77:PRO:CG 6:6:106:GLY:HA3 2.51 0.41
6:6:146:HIS:HD2 6:6:147:-HIS:NE2 2.19 0.41
7:7:110:ILE:HB 7:7:131:GLU:OE1 2.21 0.41
7:7:273:TRP:CD2 5:3:201:LYS:HE3 2.56 0.41
1:8:52:TYR:HA 4:1:196:LEU:HB2 2.03 0.41
10:C:50:ARG:NE 10:C:59:GLN:HG3 2.36 0.41
10:C:172:ALA:O 10:C:173:GLN:C 2.64 0.41
11:D:122:GLN:HB3 12:E:136:ARG:NH2 2.34 0.41
13:F:182:ILE:HG21 13:F:188:GLU:HB2 2.02 0.41
13:F:207:-THR:HG23 | 13:F:210:ASN:HD22 1.86 0.41
14:G:38:ILE:HG12 14:G:200:ILE:HD11 2.03 0.41
14:G:172:ALA:HA 14:G:199:ILE:HG23 2.03 0.41
15:H:103: THR:N 15:H:170:GLU:OE1 2.54 0.41
15:H:168:ILE:HG12 15:H:186:PRO:HB3 2.03 0.41
15:H:206:VAL:HG12 15:H:262:ALA:HA 2.02 0.41
17:J:286:LYS:C 17:J:288:1ILE:N 2.77 0.41
18:K:53:LYS:HE3 18:K:54:LEU:HG 2.02 0.41
20:M:17:GLU:O 20:M:21:GLU:N 2.35 0.41
20:M:82:VAL:HB 20:M:141:LYS:C 2.46 0.41
20:M:230:LEU:HD23 | 20:M:233:ARG:HD2 2.01 0.41
20:M:256:ILE:HA 20:M:300:GLU:OE2 2.21 0.41
20:M:277:ILE:HA 20:M:322:LYS:HB2 2.02 0.41
21:N:32:VAL:HG13 21:N:36: TRP:HB3 2.03 0.41
21:N:45:ASP:0O 21:N:49:LEU:N 2.44 0.41
21:N:181:GLU:O 21:N:185:ILE:HG12 2.21 0.41
21:N:355:TRP:HD1 21:N:356:LEU:HD23 1.86 0.41
21:N:433: THR:OG1 21:N:434:SER:N 2.53 0.41
21:N:529:GLN:HB3 21:N:559:TYR:CE1 2.56 0.41
21:N:556:ALA:O 21:N:559:TYR:N 2.54 0.41
21:N:884:PHE:CE2 21:N:892:PRO:HG3 2.55 0.41
22:0:142:ASP:C 22:0:144:VAL:H 2.29 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
23:P:260:VAL:HG12 23:P:264:ILE:CD1 2.50 0.41
23:P:279:ASP:C 23:P:281:1LE:H 2.28 0.41
23:P:440:HIS:HD2 28:U:213:LYS:HZ1 1.63 0.41
24:Q:164:GLU:HG3 24:QQ:169:ASP:HB2 2.03 0.41
24:Q:354:PHE:C 24:Q:356:CYS:N 2.78 0.41
24:Q:358:GLU:O 24:Q:361:HIS:HB2 2.21 0.41
24:Q:380:MET:HE1 | 24:Q:382:LEU:HD21 1.94 0.41
25:R:58:GLU:O 25:R:58:GLU:HG3 2.21 0.41
25:R:66:LEU:O 25:R:69:GLU:HB3 2.20 0.41
25:R:225:LYS:NZ 25:R:260:THR:O 2.54 0.41
25:R:334:ARG:HH22 25:R:367:ASP:CB 2.18 0.41
26:5:190:SER:OG 26:S:191:HIS:N 2.54 0.41
26:5:379:LEU:O 26:S:381:VAL:N 2.53 0.41
26:S:467:PHE:N 26:S:467:PHE:CD1 2.87 0.41
27:T:31:LYS:NZ 27:T:81:TYR:HE1 2.19 0.41
27:T:108:LEU:HD21 27:T:169:GLN:NE2 2.35 0.41
27:T:142:LEU:C 27:T:145:PRO:HD2 2.45 0.41
27:T:145:PRO:O 27:T:148:LEU:HB2 2.21 0.41
27:T:226: TRP:0O 27:T:228:ILE:HG13 2.21 0.41
28:U:37:ILE:HA 28:U:51:SER:CB 2.51 0.41
28:U:131:GLY:HA2 29:V:215:ASN:OD1 2.21 0.41
28:U:286:ILE:HG13 29:V:280:LEU:HB2 2.03 0.41
29:V:163:ALA:C 29:V:165:ILE:N 2.76 0.41
30:W:66: THR:HG23 30:W:67:ALA:N 2.36 0.41
31:X:94:ASN:C 31:X:96:ARG:H 2.29 0.41
33:7:308:LYS:HE2 33:7:345:GLU:HG2 2.02 0.41
33:7:348:LEU:HD23 33:7:348:LEU:HA 1.75 0.41
33:7:586:GLU:O 33:7:590:ALA:HB2 2.21 0.41
33:Z:765:MET:HB2 33:7:776:VAL:CG1 2.51 0.41
33:7:916:LEU:HD12 33:7:982:1LE:HG12 2.02 0.41
8:a:154:ILE:CD1 8:a:168:ALA:HA 2.51 0.41
10:¢:50:ARG:NE 10:¢:59:GLN:HG3 2.36 0.41
10:¢:189:ALA:HA 10:¢:192:LEU:HB3 2.01 0.41
11:d:193:LYS:NZ 11:d:239:GLU:OE2 2.53 0.41
12:e:52:LYS:HB2 12:¢:216:ASN:C 2.45 0.41
13:f:71:GLY:HA3 13:1:222:PHE:CZ 2.56 0.41
14:¢:119:'TYR:CZ 14:¢:123:HIS:CE1 3.08 0.41
3:h:149:GLY:HA2 3:h:152:PHE:CE2 2.55 0.41
5:j:67:PHE:CE1 5:j:91:VAL:HA 2.55 0.41
6:k:1:MET:HG2 6:k:2:ASP:N 2.36 0.41
1:1:48:ASN:O 1:1:55:ASN:N 2.54 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:74:ASN:O 1:1:127:HIS:N 2.49 0.40
1:1:144:PHE:HD1 1:1:150: TYR:HB3 1.86 0.40
1:1:150: TYR:H 7:1:128:GLN:CD 2.28 0.40
4:4:215:TYR:HE2 4:4:217:ARG:HB2 1.85 0.40
5:5:182:GLY:HA2 5:5:202:MET:HE1 2.03 0.40
6:6:109:LYS:C 6:6:112:ASN:H 2.29 0.40
7:7:94:ARG:NH2 5:3:205:ASP:CG 2.79 0.40
1:8:37:GLU:N 1:8:193: TYR:OH 2.54 0.40
1:8:45:ASP:0D2 1:8:47:ARG:HB3 2.22 0.40
1:8:220:GLY:HA2 1:8:238:LEU:N 2.35 0.40
2:9:58:ASP:HA 2:9:228:PHE:HB3 2.00 0.40
8:A:34:ALA:HA 8:A:37:GLN:HB2 2.02 0.40
8:A:166:TYR:C 9:B:57:MET:HE2 2.46 0.40
9:B:220:ASP:0OD1 9:B:220:ASP:N 2.51 0.40
10:C:194:LEU:HD23 10:C:194:LEU:HA 1.89 0.40
11:D:12:SER:H 11:D:16:HIS:H 1.67 0.40
11:D:12:SER:C 11:D:15:GLY:H 2.26 0.40
12:E:147:HIS:HA 12:E:152:GLY:O 2.21 0.40
14:G:70:VAL:HG11 14:G:112:PHE:CE1 2.57 0.40
14:G:194:LYS:HA 14:G:239:ALA:CB 2.51 0.40
15:H:428:MET:HG2 16:1:227:LEU:HD23 2.01 0.40
15:H:443:PHE:O 15:H:447:VAL:HG23 2.20 0.40
16:1:213:GLY:HA3 16:1:387:LYS:CE 2.47 0.40
16:1:244:LYS:N 16:1:370:ARG:O 2.47 0.40
16:1:249: TYR:N 16:1:375:ILE:O 2.54 0.40
16:1:253:GLY:N 16:1:257: THR:HB 2.26 0.40
16:1:366:ILE:HA 16:1:371:ILE:HD12 2.04 0.40
17:J:279:LEU:HD23 17:J:279:LEU:HA 1.91 0.40
18:K:213:GLY:C 18:K:219:LYS:HZ2 2.22 0.40
19:1:104:LEU:HD23 | 20:M:127:VAL:HG12 2.02 0.40
19:1:248:ALA:HB1 19:L:286:ILE:HG12 2.03 0.40
19:L:354:GLU:CD 19:1:380:VAL:HG12 2.46 0.40
19:1:369:LYS:C 19:L:370:LYS:HG3 2.47 0.40
20:M:166:ARG:O 20:M:170:-MET:HB2 2.20 0.40
20:M:182:ASP:O 20:M:363:ILE:HD13 2.21 0.40
20:M:224:PRO:N 20:M:228:LYS:HD3 2.36 0.40
20:M:377:GLN:HG3 20:M:378:GLU:H 1.86 0.40
20:M:379:LEU:O 20:M:383: THR:HG23 2.21 0.40
20:M:422:VAL:CG1 20:M:424:ALA:H 2.31 0.40
21:N:398:ARG:HA 21:N:401:LYS:HB3 2.02 0.40
21:N:481:ALA:HB1 21:N:485:-MET:HE2 2.03 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
21:N:589:ILE:HG12 21:N:623:PHE:HD2 1.85 0.40
21:N:603:PRO:HA 21:N:606:VAL:HG22 2.02 0.40
21:N:669:GLU:O 21:N:783:SER:OG 2.16 0.40
21:N:717:LEU:HD12 21:N:718:GLU:H 1.86 0.40
22:0:190: TYR:O 22:0:193:LEU:HB3 2.21 0.40
22:0:293:LEU:O 22:0:294:-MET:C 2.63 0.40
23:P:208:PHE:HA 23:P:212:LYS:HD3 2.02 0.40
23:P:236:GLU:HG2 23:P:240:TYR:CE2 2.56 0.40
23:P:288:ASN:HB3 23:P:293:LEU:HD21 2.03 0.40
23:P:435:LYS:HZ1 28:U:155:LEU:HD12 1.86 0.40
24:Q:9:GLU:O 24:Q:12:ARG:HB3 2.21 0.40
24:Q:115:ILE:HG23 | 24:Q:141:LEU:HD11 2.02 0.40
24:QQ:211:PRO:O 24:Q:215:VAL:N 2.33 0.40
24:QQ:296:1LE:O 24:QQ:299:MET:HB2 2.21 0.40
25:R:106:ASN:O 25:R:110:ILE:HG13 2.20 0.40
25:R:170:VAL:O 25:R:174:ILE:HG23 2.20 0.40
25:R:178:GLY:H 25:R:187:VAL:HG21 1.86 0.40
25:R:225:LYS:CD 25:R:260: THR:HB 2.44 0.40
26:5:416:GLU:C 26:S5:418: THR:N 2.78 0.40
27:T:51:TYR:O 27:T:56:MET:N 2.54 0.40
28:U:41:ALA:O 28:U:46:1LE:HG12 2.21 0.40
29:V:87:PHE:HA 29:V:90:LYS:HD2 2.03 0.40
29:V:94:MET:O 29:V:97:GLN:HB2 2.21 0.40
29:V:138:ALA:O 29:V:155:ALA:HA 2.20 0.40
30:W:148:GLU:OE2 30:W:175:THR:HA 2.21 0.40
31:X:10:PHE:HE1 31:X:124:LYS:CB 2.30 0.40
31:X:47:ASP:HB3 31:X:65:SER:HG 1.85 0.40
33:7:399:LEU:O 33:7:403:ASN:HB2 2.20 0.40
33:7:449:ALA:HB1 33:7:488:ALA:HB3 2.02 0.40
33:7:459:ALA:HB3 33:2:471:LEU:CB 2.51 0.40
33:7Z:814:ALA:O 33:7:817:LEU:HB2 2.21 0.40
33:72:913:ILE:HG13 33:7:963:ALA:HB3 2.02 0.40
8:a:108:TYR:CE2 4:1:95:HIS:CD2 3.08 0.40
9:b:108:LYS:NZ 5:3:78:GLU:O 2.46 0.40
10:¢:91:ALA:HB2 10:c:115:LEU:HD21 2.02 0.40
12:e:71:ASP:0OD1 7:1:139:ARG:NH2 2.46 0.40
12:€:223: THR:OG1 12:€:226:ASP:HB2 2.21 0.40
13:£:50:LYS:HE3 13:£:209:ASP:O 2.21 0.40
13:£:62:LYS:O 13:f:74:LEU-HG 2.22 0.40
14:¢:25:GLU:O 14:¢:28:VAL:HB 2.21 0.40
14:2:130:ARG:NH1 14:¢:131:PRO:O 2.54 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
14:g:172:ALA:HA 14:¢:199:1LE:HG23 2.03 0.40
3:h:60:1LE:C 3:h:61: TRP:CD1 2.99 0.40
3:h:85:TYR:CE2 3:h:92:PRO:HB3 2.56 0.40
3:h:105:CYS:O 3:h:109:LYS:N 2.54 0.40
4:1:65:ARG:HB2 4:1:71: TRP:CZ3 2.55 0.40
4:1:129:VAL:O 4:1:140:PHE:N 2.45 0.40
5:j:180:LEU:HA 5:j:180:LEU:HD23 1.84 0.40
7:1:95:ALA:O 7:1:102:ALA:N 2.54 0.40
7:1:96: THR:HG22 7:1:101: VAL:HG22 2.03 0.40
3:3:29:ASP:C 3:3:126:LYS:HD3 2.47 0.40
3:3:101:PHE:O 3:3:102:LYS:C 2.64 0.40
3:3:105:CYS:O 3:3:109:LYS:N 2.54 0.40
6:6:25:ILE:O 6:k:139:TYR:OH 2.39 0.40
6:6:49:GLU:HG3 7:7:166:LYS:NZ 2.36 0.40
7:7:95:ALA:O 7:7:102:ALA:N 2.54 0.40
2:9:220:ARG:HH12 3:h:47:ASN:HA 1.86 0.40
8:A:83:VAL:HG11 8:A:90:ALA:HB2 2.04 0.40
11:D:56:ASP:CG 11:D:58:ARG:HE 2.28 0.40
11:D:148: TYR:HD1 11:D:157:SER:O 2.04 0.40
12:E:10:ARG:HD2 12:E:14: THR:HG21 2.03 0.40
13:F:69:HIS:HB2 13:F:137:TYR:O 2.21 0.40
14:G:120:VAL:HA 14:G:132:PHE:HE2 1.86 0.40
14:G:189:ALA:HA 14:G:192:ALA:HB3 2.03 0.40
14:G:198:LYS:HE3 14:G:198:LYS:HB3 1.92 0.40
15:H:244:LYS:HB3 15:H:346:ARG:HB2 2.03 0.40
15:H:310:GLU:OE1 15:H:313:ALA:HB2 2.21 0.40
15:H:331:ARG:HA 15:H:334:LEU:HB2 2.03 0.40
15:H:389:PHE:HE1 15:H:419:LEU:HB3 1.86 0.40
15:H:399:GLU:HB3 15:H:402:1LE:HG12 2.03 0.40
15:H:454:TYR:OH 16:1:363:PRO:HB3 2.21 0.40
16:1:215:GLU:CD 16:1:218:ILE:HB 2.47 0.40
16:1:286:ASP:O 16:1:289:ARG:N 2.54 0.40
16:1:374:LYS:HZ3 16:1:376:LEU:HB3 1.86 0.40
18:K:342:SER:C 18:K:344:ARG:HH12 2.29 0.40
19:L:232:ALA:HB1 19:1:243:PHE:CE1 2.56 0.40
20:M:74:GLN:NE2 20:M:77:TYR:HA 2.36 0.40
20:M:84:GLU:CD 20:M:116:ALA:HB3 2.47 0.40
20:M:242: THR:OG1 20:M:273:LYS:HB3 2.22 0.40
20:M:290:ARG:HB3 20:M:291:PHE:H 1.53 0.40
20:M:354:GLU:HG2 | 20:M:357:ARG:HH22 1.79 0.40
21:N:194:ILE:HA 21:N:203:ARG:HD2 2.03 0.40
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21:N:244:LYS:O 21:N:247:GLU:HB2 2.21 0.40
21:N:325:PHE:HE2 29:V:184:ASN:N 2.19 0.40
21:N:338:PHE:HE2 21:N:701:VAL:HG13 1.86 0.40
21:N:439:VAL:HA 21:N:442:LEU:HB3 2.03 0.40
21:N:758:VAL:N 21:N:871:MET:HA 2.20 0.40
22:0:301:PHE:O 22:0:302:VAL:C 2.64 0.40
22:0:313:ILE:O 22:0:316:ALA:HB3 2.21 0.40
22:0:380:LEU:O 22:0:382:LYS:N 2.53 0.40
23:P:36:LEU:O 23:P:37:ASP:C 2.64 0.40
23:P:128:ASN:HA 23:P:136:ARG:HH11 1.86 0.40
24:Q:372:GLN:O 24:Q:376:LYS:CE 2.62 0.40
25:R:188:LYS:HD3 25:R:217:HIS:HB3 2.03 0.40
25:R:222:ARG:C 25:R:224:PHE:N 2.78 0.40
25:R:330:VAL:C 25:R:332:GLU:N 2.78 0.40
25:R:402:LEU:HD22 25:R:405:LYS:NZ 2.36 0.40
26:S:402:ILE:HG22 26:S:403:SER:N 2.36 0.40
26:S:407:ILE:HD12 26:S:443:1LE:HB 2.03 0.40
26:S:421:TYR:O 26:S:424:SER:N 2.55 0.40
26:S:471:LEU:O 26:5:474:GLU:N 2.55 0.40
27:T:193: THR:HA 27:T:197:TYR:CD2 2.57 0.40
27:T:260:1ILE:O 27:T:264:MET:HG3 2.21 0.40
28:U:191: THR:HA 28:U:194:LEU:HG 2.03 0.40
28:U:212:ASP:HA 28:U:215:ILE:CB 2.43 0.40
29:V:91:MET:O 29:V:95:LEU:HG 2.21 0.40
29:V:101:ASP:OD1 29:V:102:GLN:N 2.54 0.40
30:W:66: THR:HG22 30:W:71:LYS:HE2 1.88 0.40
30:W:109:ARG:HH21 30:W:196:SER:HA 1.85 0.40
30:W:180:LEU:HD23 30:W:180:LEU:HA 1.90 0.40
31:X:38:ASN:CG 31:X:39:GLU:H 2.26 0.40
31:X:85:ARG:HE 31:X:117:LYS:HB3 1.87 0.40
33:7:282:1LE:HD11 33:7:297:VAL:HG13 2.03 0.40
33:7:295:ARG:O 33:7:299:ASP:N 2.40 0.40
33:7:434:GLN:O 33:7:438:LYS:HG3 2.21 0.40
33:7:744:ALA:HB1 33:2:775:MET:.CG 2.51 0.40
33:7:886:VAL:HG22 33:7:894:MET:HE1 2.02 0.40
8:a:46:ARG:NH2 9:b:57:MET:SD 2.93 0.40
8:a:92:ASN:ND2 8:a:137:LEU:HD11 2.36 0.40
8:a:125:SER:HA 8:a:128:TYR:CD2 2.56 0.40
8:a:125:SER:HA 8:a:128: TYR:HD2 1.86 0.40
8:a:158:ASP:0OD1 8:a:162:TYR:N 2.41 0.40
11:d:187:THR:HB 11:d:190:GLU:CG 2.50 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
13:£:52: ASN:HB3 13:£:59:TYR:CD1 2.56 0.40
3:h:103:GLU:O 3:h:107:GLU:HG2 2.21 0.40
4:1:215:TYR:CE2 4:1:217:ARG:HB2 2.56 0.40
5:3:197:LYS:HE2 5:3:199:TYR:CE1 2.56 0.40
6:k:109:LYS:O 6:k:112: ASN:N 2.52 0.40
6:k:146:HIS:HD?2 6:k:147:HIS:NE2 2.19 0.40
6:k:146:HIS:CD2 6:k:147:HIS:CE1 3.09 0.40
7:1:180: THR:OG1 7:1:183:GLU:HB2 2.21 0.40
1:1:57:ARG:HH22 4:4:193: TRP:C 2.29 0.40
2:2:91:SER:HB3 3:h:137:SER:N 2.36 0.40
3:3:57:HIS:O 3:3:58:ASP:C 2.64 0.40
5:5:4:PRO:HA 5:5:7:ILE:HD12 2.02 0.40
5:5:160:PRO:O 5:5:163:LEU:HB3 2.21 0.40
5:5:188: TYR:HA 5:5:196:VAL:O 2.22 0.40
6:6:77:PRO:HA 6:6:80:VAL:HB 2.03 0.40
6:6:153: THR:0G1 6:6:156:GLU:HG3 2.22 0.40
1:8:109:ALA:HA 1:8:144:PHE:HZ 1.87 0.40
1:8:227: THR:OG1 1:8:229:ASP:HB2 2.22 0.40
2:9:47:-MET:-HG2 2:9:210:ILE:HD11 2.04 0.40
8:A:65:ASP:0OD2 8:A:68: THR:HG23 2.21 0.40
9:B:67:LEU:HD23 9:B:67:LEU:HA 1.87 0.40
9:B:97:TYR:CD1 9:B:101:TYR:HD2 2.40 0.40
10:C:12:ILE:HA 11:D:19:GLN:NE2 2.35 0.40
11:D:178:ASN:HB3 11:D:194:LEU:HD11 2.02 0.40
11:D:195:THR:O 11:D:199:LEU:HG 2.20 0.40
15:H:58:ASP:HB2 16:1:126:ILE:HG21 2.02 0.40
15:H:171:GLY:O 15:H:173:ARG:HG3 2.21 0.40
15:H:341:ASP:0OD1 15:H:370:ARG:NH1 2.45 0.40
16:1:136:LEU:HG 16:1:172:CYS:O 2.22 0.40
16:1:230: THR:O 16:1:232:PRO:N 2.54 0.40
16:1:247:ILE:HD11 16:1:366:ILE:HG12 2.04 0.40
16:I:283:TYR:CG 16:1:284:LEU:N 2.89 0.40
16:1:366:ILE:HG23 16:1:371:ILE:HB 2.02 0.40
16:1:396:MET:HE3 16:1:396:MET:HB3 1.93 0.40
17:J:42:ARG:HA 17:J:45:GLU:CB 2.42 0.40
17:J:171:PRO:HB3 17:J:181:GLN:NE2 2.36 0.40
17:J:320:SER:O 17:J:321:VAL:C 2.64 0.40
17:J:326:GLU:O 17:J:330:ILE:HG13 2.21 0.40
18:K:289:ASP:O 18:K:292:VAL:HG22 2.21 0.40
18:K:356:ILE:O 18:K:359:LYS:N 2.53 0.40
19:L:133:ASN:C 19:1:135:VAL:N 2.79 0.40
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19:1.:189:GLN:HE22 19:1:350:PRO:CD 2.35 0.40
19:1:224:PRO:HG3 19:1:328:ASN:ND2 2.33 0.40
19:1:242: ASN:N 19:L:276:CYS:HA 2.37 0.40
19:L:351:LEU:HD22 19:L:386:PHE:C 2.47 0.40
20:M:198:VAL:O 20:M:201:MET:HB3 2.20 0.40
21:N:217:-MET:HE1 21:N:248:GLU:HG3 2.03 0.40
21:N:473:ASP:HB3 21:N:510:HIS:CE1 2.56 0.40
21:N:666:GLN:HE22 21:N:712:ASN:HA 1.87 0.40
22:0:140:LYS:HD3 22:0:140:LYS:C 2.47 0.40
22:0:190: TYR:CZ 22:0:194:LEU:HD21 2.56 0.40
22:0:360:GLY:H 22:0:363:ILE:CD1 2.35 0.40
23:P:37:ASP:O 23:P:41:VAL:HG23 2.21 0.40
23:P:183:GLN:O 23:P:187:SER:OG 2.30 0.40
23:P:218:LEU:HD23 23:P:221:TYR:HD2 1.85 0.40
23:P:243:GLU:O 23:P:246:GLN:HB2 2.22 0.40
23:P:297:GLU:O 23:P:300:VAL:HB 2.21 0.40
24:Q:83:GLU:O 24:Q:86:MET:HB2 2.22 0.40
25:R:37:LYS:HD2 25:R:317:ILE:HG21 2.02 0.40
25:R:172:LEU:HB3 25:R:176:ARG:HH22 1.87 0.40
25:R:314:ASN:C 25:R:318:PRO:HG2 2.47 0.40
25:R:337:VAL:HG22 25:R:337:VAL:O 2.21 0.40
26:5:306:SER:HA 26:S:310:LEU:HB2 2.03 0.40
26:S:338:MET:CA 26:S:339:GLN:C 2.90 0.40
26:S:360:PHE:CD2 26:S:384:ARG:HG2 2.56 0.40
27:T:239:SER:OG 27:T:240:LYS:N 2.54 0.40
28:U:54:LEU:HD23 28:U:54:LEU:HA 1.80 0.40
28:U:130: VAL:HG21 28:U:198:LYS:NZ 2.37 0.40
28:U:195:LYS:HD3 29:V:233:LYS:HB2 2.03 0.40
29:V:142:ASP:0OD1 29:V:144:1LE:HB 2.21 0.40
29:V:246:LYS:O 29:V:250:GLN:HG3 2.22 0.40
33:7:120:SER:HB3 33:7:137: TYR:HB2 2.04 0.40
33:7:208:VAL:O 33:7:212:LEU:N 2.53 0.40
33:7:288:LEU:O 33:7:290:GLU:HB3 2.21 0.40
33:7:334:LYS:CD 33:7:339:PHE:HB2 2.51 0.40
33:7:342:LEU:HB2 33:7:344:LYS:HB2 2.03 0.40
33:7:364:ASN:CG 33:7:954:PRO:HD2 2.46 0.40
33:7Z:460:SER:OG 33:2:906:ALA:HA 2.21 0.40
33:7:565:PHE:HZ 33:72:896:LYS:NZ 2.19 0.40
33:7:985:LYS:HB3 33:7:991:GLU:N 2.34 0.40
33:7:991:GLU:CD 33:7:993:GLU:HB3 2.47 0.40
8:a:41:ASN:ND2 8:a:173:PRO:HD2 2.37 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
10:¢:128:LEU:HA 10:¢:128:LEU:HD23 1.81 0.40
10:¢:186:VAL:O 10:¢:190:ILE:HG13 2.21 0.40
12:e:15:PHE:CE2 13:£:126:ARG:HB2 2.57 0.40
12:e:42:THR:N 12:e:45:GLY:O 2.40 0.40
12:e:70:ILE:HD12 12:e:74:ILE:HG22 2.03 0.40
13:£:67:ASP:0OD2 13:£:69:HIS:NE2 2.53 0.40
13:£:146:GLU:O 13:£:153:VAL:HA 2.22 0.40
13:£:206:LEU:HD12 13:£:234:1LE:HG23 2.03 0.40
14:2:9:ASP:CB 14:g:22:PHE:HB2 2.51 0.40
14:g:179:LEU:HD23 14:¢:182:HIS:ND1 2.36 0.40
5:j:146:LEU:HD23 5:3:146:LEU:HA 1.84 0.40
7:1:163: TYR:CE1 7:1:166:LYS:HD3 2.55 0.40
7:1:271:LEU:HA 7:1:274:LYS:HB3 2.02 0.40
1:1:86:ARG:HD3 1:1:124:TYR:OH 2.22 0.40
1:1:110:ARG:CB 12:¢:104:ASP:HB2 2.52 0.40
3:3:15:GLU:HB3 4:4:145:HIS:HB2 2.03 0.40
3:3:32:ILE:HG23 3:3:195:VAL:O 2.22 0.40
3:3:192:1LE:HB 3:3:207:PHE:HB2 2.02 0.40
5:5:95:LEU:O 5:5:98:ARG:N 2.49 0.40
5:5:197:LYS:HE2 5:5:199:TYR:CE1 2.56 0.40
6:6:7:1ILE:CD1 6:6:130:TYR:HB3 2.51 0.40
6:6:19:LYS:HB3 6:6:30:ASP:O 2.20 0.40
7:7:96: THR:HG22 7:7:101:VAL:HG22 2.03 0.40
7:7:201:ILE:HD11 7:7:219:TYR:CD2 2.56 0.40
1:8:21:PHE:CD1 2:9:142:PRO:HG3 2.56 0.40
2:9:132:VAL:HG12 2:9:136:ARG:HG2 2.03 0.40
2:9:180:GLY:HA2 2:9:217:LEU:HD21 2.03 0.40
2:9:216:VAL:HA 2:9:219:TYR:HD2 1.86 0.40
8:A:41:ASN:ND2 8:A:173:PRO:HD2 2.37 0.40
8:A:49:ASP:C 8:A:152:PRO:HG3 2.46 0.40
8:A:61:ASP:OD1 8:A:63:LEU:HG 2.20 0.40
8:A:136:PRO:O 14:G:15:PHE:HZ 2.05 0.40
13:F:71:GLY:HA3 13:F:222:PHE:CZ 2.56 0.40
13:F:206:LEU:HB2 13:F:211:LEU:HB2 2.04 0.40
13:F:206:LEU:HD12 13:F:234:1ILE:HG23 2.03 0.40
14:G:109:ILE:HG21 14:G:147:HIS:HB2 2.03 0.40
14:G:137:ILE:HG12 14:G:150:MET:HB2 2.03 0.40
15:H:251:PRO:O 15:H:256:LYS:HE3 2.22 0.40
15:H:288:ALA:HA 15:H:335:GLU:CG 2.45 0.40
15:H:292:ARG:CD 20:M:250:GLN:HE21 2.34 0.40
16:1:281:GLN:NE2 16:1:281:GLN:N 2.70 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

16:1:412:ASP:O 16:1:413:ASP:HB2 2.22 0.40
18:K:134:SER:O 18:K:259:ARG:NH1 2.54 0.40
18:K:212: TYR:O 18:K:339:GLU:HA 2.21 0.40
18:K:217: THR:CB 18:K:340:PHE:CZ 3.04 0.40
18:K:278:ALA:CB 18:K:324:LEU:HD23 2.52 0.40
19:L:358:LEU:HD13 19:1:380: VAL:HG21 2.02 0.40
21:N:23:TYR:CD2 27:T:35:ILE:HG23 2.56 0.40
21:N:55:PHE:CE2 21:N:57:ASP:HB2 2.56 0.40
21:N:87:ASP:CG 21:N:88:ARG:N 2.76 0.40
21:N:242:PHE:CA 21:N:245:LEU:HB3 2.49 0.40
21:N:385:VAL:O 21:N:388:PRO:HD2 2.21 0.40
21:N:475:ALA:HA 21:N:513:ILE:HG13 2.03 0.40
21:N:519:VAL:O 21:N:523:LEU:HG 2.21 0.40
21:N:533:ASP:CA 21:N:536:ILE:HB 2.49 0.40
21:N:585:ARG:HB2 21:N:616:HIS:HB3 2.04 0.40
21:N:884:PHE:CD2 21:N:892:PRO:HG3 2.56 0.40
22:0:41:LEU:HD11 22:0:81:TYR:CB 2.38 0.40
22:0:185:PHE:O 22:0:186:ASN:C 2.64 0.40
22:0:215:TYR:CE1 22:0:247:ASN:HB2 2.53 0.40
22:0:284:GLU:O 22:0:288:ARG:N 2.30 0.40
22:0:369:ARG:C 22:0:372:GLU:H 2.28 0.40
23:P:47:ARG:HA 23:P:85:LYS:HE3 2.03 0.40
23:P:80: THR:O 23:P:83:SER:OG 2.40 0.40
23:P:152:LYS:HD3 23:P:155:GLU:OE1 2.21 0.40
23:P:163:LEU:HA 23:P:167: THR:HG21 2.03 0.40
23:P:178:GLN:O 23:P:182:GLU:HG3 2.21 0.40
23:P:184:-MET:O 23:P:187:SER:HB2 2.21 0.40
23:P:211:PRO:HD2 23:P:213:TYR:CE2 2.56 0.40
23:P:392:LYS:CE 24:Q:354:PHE:CG 2.95 0.40
23:P:392:LYS:HZ1 24:Q:354:PHE:HB3 1.79 0.40
23:P:427.:GLU:HA 29:V:234:GLU:OE2 2.21 0.40
23:P:435:LYS:HZ2 28:U:156:HIS:H 1.68 0.40
24:Q:31:LEU:HD23 24:Q:54:GLN:OE1 2.21 0.40
25:R:39:SER:OG 25:R:41:GLU:HB2 2.22 0.40
25:R:214:TYR:C 25:R:216:ILE:H 2.30 0.40
25:R:240:SER:HG 25:R:244: THR:N 2.20 0.40
25:R:259:PHE:CE1 25:R:329:PHE:HA 2.55 0.40
26:S:152:LEU:HD23 26:S:155:LEU:HD12 2.04 0.40
26:S:162: VAL:HG12 26:S:167:LEU:CD2 2.52 0.40
26:S:212:SER:HA 26:S:215:MET:HB3 2.03 0.40
26:S:317:HIS:CE1 26:S:321:GLN:NE2 2.84 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
26:S:322:LEU:HD22 26:S:352:VAL:HG21 2.03 0.40
27:T:38:ASN:OD1 27:T:41:ILE:HD11 2.21 0.40
27:T:101:LYS:O 27:T:105:LEU:HG 2.21 0.40
27:T:192:ASN:O 27:T:196:SER:N 2.35 0.40
28:U:262:GLN:H 28:U:262:GLN:CD 2.29 0.40
29:V:35:LEU:HD23 29:V:38:LEU:HD12 2.03 0.40
29:V:140:VAL:N 29:V:154:ASP:O 2.54 0.40
30:W:5:ALA:CB 30:W:101:ARG:HB2 2.51 0.40
31:X:24:CYS:SG 31:X:86:1LE:HD11 2.62 0.40
31:X:48:PHE:CD2 31:X:99:PHE:CZ 3.09 0.40
33:72:372:ALA:C 33:7:374:LEU:H 2.28 0.40
33:7:522: THR:HG22 33:7:522:THR:O 2.21 0.40
33:7:539:ASN:HB3 33:7:542:1LE:CG2 2.46 0.40
33:7:774:ARG:CD 33:7:893:PHE:HB2 2.52 0.40
33:7:789:GLN:HG3 33:7:792:VAL:H 1.86 0.40
S:a:34:ALA:HA 8:a:37:GLN:HB2 2.02 0.40
8:a:133:TYR:CD2 9:b:3:ASP:HB2 2.56 0.40
9:b:25:LEU:HA 9:b:28:VAL:HB 2.04 0.40
11:d:24:LEU:O 11:d:27:VAL:HB 2.22 0.40
12:e:170:LYS:HD2 12:€:180:GLN:OFE1 2.22 0.40
3:h:57:HIS:O 3:h:58:ASP:C 2.64 0.40
4:1:106:VAL:HA 4:1:109:LEU:HB3 2.02 0.40
4:1:110:GLN:O 4:1:111:MET:C 2.64 0.40
4:1:203:ASP:CG 4:1:217:ARG:HH11 2.29 0.40
6:k:117:TYR:HA 6:k:127:GLU:HA 2.03 0.40
7:1:189:TYR:O 7:1:197:LEU:N 2.37 0.40
1:1:133:LEU:HG 1:1:226:VAL:HG12 2.03 0.40
2:2:195:GLU:O 2:2:198:.1LE:N 2.43 0.40
3:3:148:SER:O 3:3:151: THR:HG23 2.22 0.40
5:5:12:VAL:O 5:5:139:SER:N 2.45 0.40
5:5:28:ARG:HD3 5:5:180:LEU:O 2.21 0.40
5:5:115:LYS:HG2 9:B:141:GLU:OE2 2.21 0.40
7:7:191:ASP:CG 7:7:193:ASP:HB2 2.46 0.40
1:8:23:PRO:O 2:9:137:ARG:HD2 2.21 0.40
1:8:48:ASN:O 1:8:55:ASN:N 2.54 0.40
1:8:134:ASP:CG 1:8:138:LYS:HB2 2.46 0.40
1:8:191:LEU:HD23 1:8:191:LEU:HA 1.85 0.40
1:8:223:ILE:N 1:8:234:GLU:O 2.46 0.40
8:A:74:CYS:HG 8:A:233:PHE:HD2 1.67 0.40
11:D:13:PRO:HA 12:E:26: TYR:CE1 2.56 0.40
11:D:43:VAL:O 11:D:44:LEU:HD23 2.21 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
12:E:165: TYR:HB2 12:E:167:TYR:CE1 2.56 0.40
12:E:170:LYS:HD2 12:E:180:GLN:OE1 2.22 0.40
13:F:34:VAL:HA 13:F:161:ILE:O 2.22 0.40
13:F:38:LEU:O 13:F:45:VAL:N 2.33 0.40
15:H:100:ALA:HB1 15:H:102:CYS:SG 2.62 0.40
15:H:242:PRO:CG 15:H:347:GLY:HA2 2.50 0.40
15:H:377:PHE:O 15:H:378:SER:OG 2.39 0.40
16:1:275:VAL:O 16:1:278:GLU:HB2 2.20 0.40
16:1:334:LEU:O 16:1:337:LEU:HB3 2.22 0.40
16:1:389:LEU:HD21 16:1:411:LYS:HZ2 1.85 0.40
17:J:44:LEU:HD21 18:K:69:LYS:HB3 2.03 0.40
17:J:114:CYS:CB 17:J:123:HIS:HB3 2.51 0.40
17:J:212:ARG:HB3 17:J:248:ASP:CG 2.46 0.40
18:K:320:ARG:NH2 19:L:302:GLN:OE1 2.54 0.40
19:L:111:GLU:HG3 19:1:113:SER:O 2.21 0.40
19:L:192:GLU:HA 19:1:195:GLU:OE1 2.22 0.40
19:L:280:MET:HB3 19:L:283:VAL:HG21 2.03 0.40
20:M:81:ASN:HB3 20:M:143:ASN:N 2.35 0.40
20:M:298:ASP:CB 20:M:301:VAL:HG22 2.50 0.40
20:M:338:LEU:HA 20:M:343:LEU:O 2.21 0.40
20:M:386:PHE:HA 20:M:390:GLN:OE1 2.22 0.40
21:N:95:SER:OG 21:N:98:VAL:HG23 2.21 0.40
21:N:575:ALA:HB2 21:N:587:ALA:HB3 2.04 0.40
21:N:766:GLN:OE1 21:N:766:GLN:N 2.54 0.40
22:0:58:ARG:HA 22:0:61:LEU:H 1.86 0.40
22:0:63:ASP:0O 22:0:66:VAL:HB 2.21 0.40
22:0:266:PHE:CE2 22:0:270:ILE:HG22 2.56 0.40
22:0:270:1LE:O 22:0:270:1LE:HG13 2.21 0.40
22:0:356:ARG:HH11 22:0:357:ILE:H 1.69 0.40
22:0:383:LYS:HD2 22:0:387:ARG:NH2 2.37 0.40
23:P:40:LEU:HA 23:P:43:GLU:HB3 2.04 0.40
23:P:177:ILE:HA 23:P:180:ILE:HB 2.02 0.40
23:P:337:HIS:O 23:P:341:LEU:HG 2.22 0.40
24:Q:1:MET:O 24:Q:3:LEU:HG 2.21 0.40
24:Q:356:CYS:O 24:Q:357:VAL:HG12 2.00 0.40
24:Q:370:THR:O 24:Q:371:GLN:C 2.65 0.40
24:QQ:382:LEU:N 24:QQ:383:ASP:CA 2.73 0.40
25:R:76:GLN:HB3 25:R:84:LYS:HB3 2.02 0.40
25:R:180:PHE:HD2 25:R:181:TYR:CE1 2.40 0.40
25:R:296:LEU:HD22 25:R:304:TYR:CE2 2.56 0.40
25:R:331:ARG:O 25:R:334:ARG:HB3 2.22 0.40
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Atom-1 Atom-2 distance (A) overlap (A)

26:5:3:SER:O 26:S:7:-MET:HG2 2.22 0.40
26:S:214:MET:O 26:S:218:LEU:N 2.46 0.40
26:S:215:MET:HE2 26:S:215:MET:HB2 1.86 0.40
26:S:321:GLN:H 26:S:321:GLN:CD 2.29 0.40
26:S:417:GLN:H 26:S:419:VAL:HG23 1.86 0.40
26:S:461:PHE:CE2 28:U:274:MET:HA 2.54 0.40
27:T:202:LEU:HA 27:T:205:1ILE:HG22 2.04 0.40
27:T:240:LYS:HE3 27:T:243:ALA:HB1 2.03 0.40
28:U:69:ASP:0OD1 28:U:71:ASN:N 2.35 0.40
28:U:165:GLU:O 28:U:169:ILE:HG13 2.22 0.40
29:V:246:LYS:O 29:V:249:GLU:N 2.54 0.40
30:W:22:PRO:HA 30:W:23:ARG:HA 1.69 0.40
31:X:85:ARG:CZ 31:X:101:LEU:HA 2.52 0.40
33:7:138:ARG:HD2 33:7:141:SER:OG 2.21 0.40
33:7:242:PHE:O 33:7:245:VAL:CB 2.67 0.40
33:7:593:HIS:C 33:7:596: THR:0G1 2.64 0.40
10:¢:150: THR:HG21 10:¢c:160: TRP:HE1 1.87 0.40
11:d:69:SER:O 11:d:221:ILE:HD12 2.22 0.40
12:e:85:ALA:O 12:e:86:ARG:C 2.65 0.40
12:e:120:ALA:HB1 12:€:160:PRO:O 2.22 0.40
12:e:147:HIS:HA 12:e:152:GLY:O 2.21 0.40
12:€:148:ASP:0O 12:¢:152:GLY:N 2.53 0.40
12:e:181:ALA:O 12:e:184:LEU:HB2 2.22 0.40
13:£:157:"TYR:OH 14:¢:60:VAL:HG13 2.20 0.40
14:¢:113:ALA:HB2 14:2:149:TYR:CD2 2.57 0.40
14:¢:194:LYS:HA 14:¢:239:ALA:CB 2.51 0.40
14:2:220:SER:O 14:g:225: ASN:N 2.55 0.40
5:j:28:ARG:HD3 5:3:180:LEU:O 2.21 0.40
5:j:160:PRO:O 5:j:163:LEU:HB3 2.21 0.40
5:3:203:ARG:HB3 5:3:205:ASP:OD1 2.20 0.40
7:1:191:ASP:CG 7:1:193:ASP:HB2 2.47 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.
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The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
1 1 220/241 (91%) | 207 (94%) | 13 (6%) 0 100 ] | 100]
1 8 220/241 (91%) 207 (94%) 13 (6%) 0 |
2 2 231/266 (87%) 222 (96%) 7 (3%) 2 (1%) 14| 49
2 9 231/266 (87%) 222 (96%) 7 (3%) 2 (1%) 14| 49
3 3 203/215 (94%) 189 (93%) 12 (6%) 2 (1%) 12| 47
3 h 203/215 (94%) 188 (93%) 13 (6%) 2 (1%) 12| 47
4 4 220/261 (84%) | 211 (96%) | 9 (4%) 0 (100 [ 100}
4 i 220/261 (84%) | 211 (96%) | 9 (4%) 0 100 [ 100}
5 5 202/205 (98%) 194 (96%) 8 (4%) 0 |
5 ] 202/205 (98%) 194 (96%) 8 (4%) 0 |
6 6 196,198 (99%) 186 (95%) 8 (4%) 2 (1%) 12 47
6 k 196,/198 (99%) 186 (95%) 8 (4%) 2 (1%) 12| 47
7 7 210/287 (73%) 203 (97%) 7 (3%) 0 |
7 1 210/287 (73%) 203 (97%) 7 (3%) 0
8 A 241/252 (96%) 227 (94%) 13 (5%) 1 (0%) 30 67
8 a 241/252 (96%) 227 (94%) 13 (5%) 1 (0%)

9 B 248 /250 (99%) 235 (95%) 13 (5%) 0

9 b 248/250 (99%) 235 (95%) 13 (5%) 0

10 C 242/258 (94%) 232 (96%) 10 (4%) 0

10 c 242 /258 (94%) 232 (96%) 10 (4%) 0

11 D 239/254 (94%) 224 (94%) 14 (6%) 1 (0%)
11 d 239/254 (94%) 224 (94%) 14 (6%) 1 (0%)
12 E 240/260 (92%) 228 (95%) 12 (5%) 0

12 e 240/260 (92%) 228 (95%) 12 (5%) 0

13 F 231/234 (99%) 221 (96%) 10 (4%) 0

13 f 231/234 (99%) 221 (96%) 10 (4%) 0

14 G 242 /288 (84%) 224 (93%) 14 (6%) 4 (2%)
14 g 242/288 (84%) 226 (93%) 15 (6%) 1 (0%)
15 H 373/467 (80%) 301 (81%) | 60 (16%) | 12 (3%)
16 I 348/437 (80%) 297 (85%) | 42 (12%) | 9 (3%) 26
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
17 J 371/405 (92%) 325 (88%) 39 (10%) 7 (2%) 6] 32
18 K 357/428 (83%) 300 (84%) 45 (13%) 12 (3%) 20
19 L 354/437 (81%) 291 (82%) 58 (16%) 5 (1%) 9] 39
20 M 349/434 (80%) 310 (89%) 38 (11%) 1 (0%) 36 71
21 N 846,/945 (90%) 665 (79%) 173 (20%) 8 (1%) 141 49
22 O 372/393 (95%) 263 (71%) 83 (22%) 26 (7%) 11
23 P 427/445 (96%) 315 (74%) 100 (23%) | 12 (3%) 24 |
24 Q 429/434 (99%) 325 (76%) 92 (21%) 12 (3%) 24
25 R 398/429 (93%) 280 (70%) 95 (24%) 23 (6%) 14
26 S 435/523 (83%) 332 (76%) 89 (20%) 14 (3%) 21
27 T 265/274 (97%) 202 (76%) 60 (23%) 3 (1%) 45
28 U 244/338 (72%) 202 (83%) 37 (15%) 5 (2%) 6| 31
29 \Y 237/306 (78%) 185 (78%) 44 (19%) 8 (3%) 20
30 W 195/268 (73%) 154 (79%) 33 (17%) 8 (4%) 18
31 X 125/156 (80%) 96 (77%) 24 (19%) 5 (4%) 18
32 Y 32/89 (36%) 21 (66%) 10 (31%) 1 (3%) 22
33 / 738/993 (74%) 589 (80%) 119 (16%) | 30 (4%) 18
All All 13225/15139 (87%) | 11460 (87%) | 1543 (12%) | 222 (2%) 9] 35

All (222) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
14 G 130 ARG
14 G 131 PRO
15 H 377 PHE
15 H 378 SER
15 H 380 PRO
16 I 231 HIS
16 I 282 LYS
17 J 317 PRO
17 J 319 PRO
18 K 246 TYR
18 K 340 PHE
18 K 342 SER
18 K 343 LEU
18 K 345 ASP

Continued on next page...
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Mol | Chain | Res | Type
18 K 363 ALA
19 L 252 VAL
19 L 253 ASP
19 L 254 LYS
21 N 176 GLN
22 O 12 SER
22 O 18 ALA
22 O 24 PRO
22 O 142 ASP
22 O 143 LEU
22 O 302 VAL
22 O 358 ILE
24 Q 357 VAL
24 Q 402 THR
25 R 149 ASN
25 R 239 THR
25 R 284 ALA
26 S 201 ILE
26 S 203 SER
26 S 431 VAL
26 S 453 ASP
29 \Y 242 LYS
30 W 67 ALA
30 W 68 GLU
30 A 105 VAL
31 X 64 ILE
31 X 78 ILE
33 Z 219 ASP
33 Z 244 ARG
33 Z 273 LEU
33 Z 274 SER
33 Z 288 LEU
33 / 289 GLY
33 / 467 VAL
33 Z 591 ILE
33 Z 595 MET

3 3 19 GLY
3 3 20 THR
6 6 2 ASP
14 G 129 VAL
15 H 96 PRO
15 H 98 GLN

Continued on next page...
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Mol | Chain | Res | Type
16 I 280 ILE
16 I 281 GLN
18 K 158 ILE
18 K 160 VAL
18 K 344 ARG
21 N 761 ILE
22 O 11 LEU
22 O 65 PHE
24 Q 355 GLU
24 Q 381 ILE
25 R 396 LYS
25 R 397 ASN
25 R 401 HIS
26 S 200 GLU
27 T 250 MET
29 \Y 159 ILE
31 X 24 CYS
33 Z 243 GLN
33 / 272 TYR
33 / 592 GLU
33 Z 749 GLY
33 Z 787 ASP

6 k 2 ASP
15 H 168 ILE
15 H 195 VAL
16 I 191 ALA
19 L 258 GLU
21 N 874 ILE
22 O 16 MET
22 O 140 LYS
22 O 141 ASN
22 O 303 LYS
23 P 85 LYS
23 P 411 LEU
24 Q 356 CYS
24 Q 384 LYS
24 Q 387 TYR
24 Q 389 VAL
24 Q 403 PRO
25 R 287 GLN
25 R 289 ILE
26 S 43 LYS

Continued on next page...



Page 417

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Mol | Chain | Res | Type
26 S 298 ARG
26 S 299 LYS
28 U 305 ARG
29 \Y 240 ALA
33 Z 215 ASN
33 / 359 LYS
33 / 594 PRO

3 h 21 SER
18 K 129 GLU
18 K 159 SER
21 N 741 TYR
21 N 903 VAL
21 N 913 PRO
22 O 83 LEU
22 O 226 LYS
22 O 352 TRP
22 0O 353 VAL
23 P 92 SER
23 P 132 VAL
23 P 425 HIS
24 Q 395 GLY
25 R 223 ASN
25 R 241 ILE
25 R 398 ALA
25 R 420 ALA
25 R 421 VAL
26 S 40 GLU
26 S 45 THR
26 S 470 GLN
27 T 251 HIS
29 \Y 125 THR
29 \Y 163 ALA
30 W 78 ASP
30 AW 79 THR
30 W 147 ILE
31 X 29 VAL
32 Y 67 VAL
33 Z 757 SER
33 Z 802 ASP

3 h 18 LEU

2 2 42 THR

2 9 42 THR

Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
8 A 35 THR
11 D 121 THR
16 I 310 GLU
16 I 329 ILE
17 J 221 LYS
18 K 84 GLU
20 M 300 GLU
22 O 13 THR
22 O 70 TYR
22 O 94 GLU
22 O 233 LEU
22 O 289 GLN
22 O 307 MET
22 O 357 ILE
24 Q 334 HIS
25 R 197 MET
25 R 285 ALA
25 R 286 LEU
25 R 320 LYS
25 R 348 LEU
25 R 394 ASP
26 S 267 SER
28 U 130 VAL
28 U 209 GLU
29 \Y 68 VAL
29 \Y 258 GLU
29 \Y 274 GLN
33 Z 217 GLU
33 Z 218 GLU
33 Z 364 ASN
33 Z 434 GLN
33 Z 483 THR
33 / 577 GLN
8 a 35 THR
11 d 121 THR
14 G 12 ASN
15 H 60 GLU
15 H 286 GLU
15 H 454 TYR
17 J 131 ASP
19 L 226 THR
23 P 41 VAL

Continued on next page...



Page 419

Full wwPDB EM Validation Report

EMD-6575, 3JCP

Continued from previous page...

Mol | Chain | Res | Type
23 P 119 ILE
24 Q 353 PRO
26 S 301 PRO
28 U 132 LEU
31 X 28 PRO
33 / 524 ALA
33 / 925 VAL
14 g 12 ASN
21 N 914 VAL
15 H 171 GLY
23 P 237 VAL
23 P 281 ILE
23 P 320 PRO
23 P 404 LYS
23 P 433 ILE
25 R 72 VAL
15 H 163 VAL
16 I 232 PRO
17 J 134 VAL
22 O 144 VAL
22 O 344 VAL
25 R 26 VAL
25 R 38 VAL
30 W 118 ILE
33 Z 286 VAL
16 I 391 ILE
17 J 132 PRO
17 J 318 PRO
21 N 904 VAL
25 R 255 VAL
27 T 35 ILE
30 W 30 ILE
33 / 480 ASN

2 2 205 VAL
6 6 9 VAL
2 9 205 VAL
26 S 41 ILE
28 U 133 PRO
33 Z 955 VAL
6 k 9 VAL
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5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.

The Analysed column shows the number of residues for which the sidechain conformation was

analysed, and the total number of residues.

Percentiles

I |

o] [100]

o] [100]

Cloo] [100]

o] [100]

I |

o] [100]

o] [100]

o] [100]

o] [100]

I |

o] [100]

Floo] [100]

o] [100]

o] [100]

o] [100]

I |

o] [100]

o] [100]

CLoo] [100]

o] [100]

I |

o] [100]

o] [100]

Mol | Chain Analysed Rotameric | Outliers
1 1 185/201 (92%) 185 (100%) 0
1 8 185/201 (92%) 185 (100%) 0
2 2 199/224 (89%) 199 (100%) 0
2 9 199/224 (89%) 199 (100%) 0
3 3 167/178 (94%) 167 (100%) 0
3 h 168/178 (94%) 168 (100%) 0
4 4 181/214 (85%) 181 (100%) 0
4 i 181/214 (85%) 181 (100%) 0
5 5 172/173 (99%) 172 (100%) 0
5 j 171/173 (99%) 171 (100%) 0
6 6 175/175 (100%) 175 (100%) 0
6 k 175/175 (100%) 175 (100%) 0
7 7 169/235 (72%) 169 (100%) 0
7 1 169/235 (72%) 168 (99%) 1 (1%)
8 A 207/210 (99%) 207 (100%) 0
8 a 207/210 (99%) 207 (100%) 0
9 B 209/209 (100%) 209 (100%) 0
9 b 209/209 (100%) 209 (100%) 0
10 C 203/216 (94%) 203 (100%) 0
10 c 203/216 (94%) 203 (100%) 0
11 D 213/226 (94%) 213 (100%) 0
11 d 213/226 (94%) 213 (100%) 0
12 E 198/215 (92%) 198 (100%) 0
12 e 198/215 (92%) 198 (100%) 0
13 F 192/193 (100%) 192 (100%) 0
13 f 192/193 (100%) 192 (100%) 0

Continued on next page...

EMD-6575, 3JCP
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 | G 201/239 (84%) | 200 (100%) | 1 (0%) | |s1]]s1
14 o 201/239 (84%) | 201 (100%) 0 [100] [ 100
15| H 206/399 (74%) | 292 (99%) | 4 (1%) | 59 71
16 I 282/385 (73%) | 279 (99%) | 3 (1%) | 65 |74
17 |y 319/352 (91%) | 318 (100%) | 1 (0%) | |s6])s4] |
18 | K 313/374 (84%) | 308 (98%) | 5(2%) | 55 69
19 | L 306/377 (31%) | 303 (99%) | 3(1%) | 68 |76
20 | M 303/375 (31%) | 302 (100%) | 1 (0%) | [s6]|s4
21 | N 714/797 (90%) | 712 (100%) | 2 (0%) | |s6]|s4
2 | 0 306/368 (83%) | 299 (98%) | T (2%) | 44 63
23 | P 384/415 (92%) | 384 (100%) 0 100] [ 00
2 | Q 387/391 (99%) | 362 (94%) | 25 (6%) | |15| 37
2% | R 342/379 (90%) | 333 (97%) | 9 (3%) | 40 60
2% | S 349/489 (71%) | 348 (100%) | 1 (0%) | |s6]|s4] |
o7 | T 250/256 (98%) | 247 (99%) | 3 (1%) | 63 73
28 | U 232/308 (75%) | 232 (100%) 0 [100] [ 100
209 | v 211/268 (79%) | 211 (100%) 0 (100 [ 200
30 | W 171/230 (74%) | 170 (99%) | 1(1%) | | 78|80
31 | X 116/144 (81%) | 116 (100%) 0 100] [ 100
32 | v 18/81 (22%) 18 (100%) 0 100] [ 100
33 | 7 606/850 (71%) | 588 (97%) | 18 (3%) | 36 57
Al | Al | 11247/13054 (86%) | 11162 (99%) | 85 (1%) | 70 |77

All (85) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
14 G 129 VAL
15 H 95 HIS
15 H 97 LEU
15 H 98 GLN
15 H 254 THR
16 I 146 ILE
16 I 279 LEU
16 I 280 ILE
17 J 131 ASP

Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
18 K 245 LYS
18 K 342 SER
18 K 343 LEU
18 K 344 ARG
18 K 362 LEU
19 L 254 LYS
19 L 258 GLU
19 L 259 SER
20 M 332 VAL
21 N 174 LEU
21 N 176 GLN
22 O 97 LYS
22 O 130 ASP
22 O 139 LEU
22 O 140 LYS
22 O 142 ASP
22 0O 356 ARG
22 O 357 ILE
24 Q 309 ARG
24 Q 341 THR
24 Q 349 LYS
24 Q 350 ILE
24 Q 351 ILE
24 Q 352 GLU
24 Q 354 PHE
24 Q 355 GLU
24 Q 356 CYS
24 Q 372 GLN
24 Q 374 GLU
24 Q 378 SER
24 Q 380 MET
24 Q 381 ILE
24 Q 382 LEU
24 Q 384 LYS
24 Q 385 ILE
24 Q 386 PHE
24 Q 390 LEU
24 Q 396 TRP
24 Q 397 LEU
24 Q 398 TYR
24 Q 400 TYR
24 Q 402 THR

Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
24 Q 404 ASN
25 R 148 ASP
25 R 199 GLU
25 R 200 LYS
25 R 263 ARG
25 R 336 LYS
25 R 390 THR
25 R 392 ARG
25 R 396 LYS
25 R 399 GLN
26 S 179 ILE
27 T 251 HIS
27 T 252 GLU
27 T 256 LYS
30 W 68 GLU
33 Z 214 HIS
33 Z 217 GLU
33 Z 273 LEU
33 Z 275 GLN
33 / 277 GLU
33 Z 293 MET
33 Z 365 SER
33 Z 366 LYS
33 Z 367 SER
33 Z 583 ASP
33 Z 605 SER
33 / 757 SER
33 Z 758 LEU
33 Z 759 ARG
33 Z 761 PHE
33 Z 790 MET
33 Z 959 HIS
33 / 962 ARG

7 1 108 LYS

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (232)
such sidechains are listed below:

Mol | Chain | Res | Type
2 51 ASN
2 70 ASN
2 153 GLN
2 246 GLN
Continued on next page...

DO DO DN DN
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Mol | Chain | Res | Type
3 3 125 ASN
3 3 139 HIS
3 3 164 ASN
3 3 176 HIS
3 3 180 GLN
4 4 59 ASN
4 4 95 HIS
4 4 115 HIS
4 4 122 HIS
4 4 143 HIS
4 4 201 ASN
5 5 72 ASN
) 5 89 GLN
6 6 37 GLN
6 6 55 GLN
6 6 65 GLN
6 6 118 GLN
6 6 146 HIS
6 6 191 GLN
7 7 141 HIS
7 7 164 GLN
7 7 251 ASN
7 7 283 ASN
1 8 177 ASN
2 9 51 ASN
2 9 70 ASN
2 9 153 GLN
2 9 246 GLN
8 A 92 ASN
8 A 123 ASN
9 B 190 HIS

10 C 21 GLN
10 C 31 HIS
10 C 59 GLN
10 C 94 HIS
10 C 96 GLN
10 C 103 ASN
10 C 120 GLN
10 C 147 GLN
11 D 16 HIS
11 D 19 GLN
11 D 94 GLN

Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
12 E 23 GLN
12 E 91 HIS
12 E 114 GLN
12 E 147 HIS
12 E 215 ASN
12 E 233 ASN
13 F 31 GLN
13 F 119 ASN
13 F 148 GLN
13 F 199 GLN
14 G 23 GLN
14 G 62 GLN
14 G 90 ASN
14 G 121 GLN
14 G 127 ASN
14 G 237 GLN
15 H 95 HIS
15 H 98 GLN
15 H 148 ASN
15 H 151 GLN
15 H 265 ASN
15 H 281 GLN
15 H 327 ASN
15 H 339 GLN
16 I 330 GLN
16 | 338 ASN
16 | 379 ASN
16 I 420 GLN
16 I 437 GLN
17 J 103 ASN
17 J 111 GLN
17 J 156 GLN
17 J 205 HIS
17 J 277 ASN
17 J 393 ASN
18 K 182 GLN
18 K 244 HIS
18 K 285 GLN
18 K 293 GLN
18 K 302 GLN
18 K 404 GLN
19 L 67 HIS

Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
19 L 103 GLN
19 L 169 ASN
19 L 311 GLN
20 M 250 GLN
20 M 310 ASN
20 M 311 GLN
20 M 359 GLN
20 M 364 HIS
20 M 377 GLN
20 M 405 ASN
21 N 176 GLN
21 N 182 ASN
21 N 226 ASN
21 N 308 ASN
21 N 360 GLN
21 N 378 ASN
21 N 614 ASN
21 N 666 GLN
21 N 688 ASN
21 N 703 GLN
21 N 716 GLN
21 N 47 HIS
21 N 870 ASN
21 N 922 GLN
22 O 75 GLN
22 O 236 HIS
22 O 256 ASN
22 O 318 HIS
22 O 323 ASN
22 O 326 HIS
22 O 354 GLN
22 O 374 ASN
22 O 376 GLN
23 P 113 ASN
23 P 242 GLN
23 P 288 ASN
23 P 289 ASN
23 P 349 ASN
23 P 410 GLN
23 P 418 ASN
23 P 440 HIS
24 Q 80 HIS

Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
24 Q 114 GLN
24 Q 135 HIS
24 Q 226 HIS
24 Q 283 ASN
24 Q 308 ASN
24 Q 336 ASN
24 Q 372 GLN
25 R 76 GLN
25 R 100 ASN
25 R 114 ASN
25 R 130 GLN
25 R 136 ASN
25 R 323 ASN
25 R 366 ASN
25 R 374 ASN
25 R 391 ASN
25 R 399 GLN
26 S 20 HIS
26 S 172 ASN
26 S 235 ASN
26 S 314 ASN
26 S 321 GLN
26 S 337 ASN
26 S 339 GLN
26 S 458 GLN
26 S 459 GLN
27 T 37 ASN
27 T 135 ASN
27 T 258 ASN
28 U 71 ASN
28 U 117 ASN
28 U 127 GLN
28 U 192 ASN
28 U 193 GLN
28 U 223 HIS
28 U 230 GLN
28 U 259 ASN
28 U 297 GLN
28 U 298 ASN
29 \Y 190 HIS
30 W 18 ASN
30 W 29 GLN

Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
30 W 38 GLN
30 W 44 ASN
30 W 143 ASN
30 W 149 GLN
31 X 105 ASN
33 / 132 HIS
33 / 168 GLN
33 Z 240 ASN
33 Z 364 ASN
33 Z 396 ASN
33 Z 435 GLN
33 Z 475 GLN
33 / 618 GLN
33 y/ 763 HIS
33 Z 789 GLN
33 Z 833 GLN
33 Z 926 ASN

8 a 123 ASN
9 b 190 HIS
10 c 21 GLN
10 c 31 HIS
10 c 94 HIS
10 c 103 ASN
10 c 120 GLN
10 c 147 GLN
11 d 16 HIS
11 d 19 GLN
11 d 118 GLN
11 d 162 GLN
12 e 23 GLN
12 e 91 HIS
12 e 108 ASN
12 e 114 GLN
12 e 147 HIS
12 e 215 ASN
12 e 233 ASN
13 f 119 ASN
13 f 148 GLN
13 f 199 GLN
14 g 23 GLN
14 g 62 GLN
14 g 90 ASN

Continued on next page...
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Mol | Chain | Res | Type
14 g 237 GLN
3 h 125 ASN
3 h 164 ASN
3 h 180 GLN
4 i 115 HIS
4 i 122 HIS
4 i 143 HIS
4 i 194 ASN
5 j 72 ASN
6 k 37 GLN
6 k 55 GLN
6 k 118 GLN
6 k 146 HIS
7 1 137 GLN
7 1 141 HIS
7 1 164 GLN
7 1 251 ASN
7 1 283 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
25 R 1

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 R 330:VAL C 331:ARG N 1.69



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#polymer_linkage
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-6575. These allow visual inspection
of the internal detail of the map and identification of artifacts.

No raw map or half-maps were deposited for this entry and therefore no images, graphs, etc.
pertaining to the raw map can be shown.

6.1 Orthogonal projections (i)

6.1.1 Primary map

The images above show the map projected in three orthogonal directions.

6.2 Central slices (i)

6.2.1 Primary map

X Index: 128 Y Index: 128 7 Index: 128


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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The images above show central slices of the map in three orthogonal directions.

6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 155 Y Index: 116 7 Index: 122

The images above show the largest variance slices of the map in three orthogonal directions.

6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.

erDe


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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6.5 Orthogonal surface views (i)

6.5.1 Primary map

!' _‘r" v-.,; d’.":“
(s S i
RS T

= -

The images above show the 3D surface view of the map at the recommended contour level 0.095.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.6 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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7 Map analysis (i)

This section contains the results of statistical analysis of the map.

7.1 Map-value distribution (i)

Map-value distribution

4 — Voxel count

Recommended contour
level 0.095

Voxel count (logl0)

T T
0.1 0.0 0.1 0.2 0.3
Map value

The map-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarithmic.
A spike in this graph at zero usually indicates that the volume has been masked.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
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7.2  Volume estimate (i)

Volume estimate
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100000
— ‘olume

80000 - Recommended contour
level 0.095
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60000

40000 -

20000 +

T T
-0.1 0.0 0.1 0.2 0.3
Contour level

The volume at the recommended contour level is 758 nm3; this corresponds to an approximate
mass of 685 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum
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Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.217 A1


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps
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8 Fourier-Shell correlation (i)

This section was not generated. No FSC curve or half-maps provided.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-6575 and PDB
model 3JCP. Per-residue inclusion information can be found in section 3 on page 11.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.095
at 50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
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9.2 Q-score mapped to coordinate model (i)

1.0

0.0
M <0.0

The images above show the model with each residue coloured according its QQ-score. This shows
their resolvability in the map with higher Q-score values reflecting better resolvability. Please
note: Q-score is calculating the resolvability of atoms, and thus high values are only expected at
resolutions at which atoms can be resolved. Low Q-score values may therefore be expected for
many entries.

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.095).

WORLDWIDE

P

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model

Page 440 Full wwPDB EM Validation Report EMD-6575, 3JCP

9.4 Atom inclusion (i)

Atom inclusion

1.0 \
o
= 0.8
£
% —— Backbone atoms
n 0.6
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g Recommended contour
o level 0.095
v 0.4
=
2
!
[}
o
E 0.2 1
0.0 . . T

T T
—0.1 0.0 0.1 0.2 0.3
Contour level

At the recommended contour level, 86% of all backbone atoms, 61% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.095) and Q-score
for the entire model and for each chain.

Chain Atom inclusion Q-score
All e 0.6060 . 0.2320
1 e 0.6860 . 0.2810
2 e 0.7010 . 0.2900
3  0.7000 . 0.2710
4  0.6700 . 0.2910
5 B 0.6580 . (0.2800
6 B 0.6540 . 0.2870
7 0.7200 . 0.2800
8 e 0.7010 . 0.2930
9 e 0.6950 . 0.2810
A  0.6730 . 0.2680
B  0.6500 . 0.2630
C  0.6620 . 0.2530 10
D B 0.6620 . (0.2550
E B 0.6550 . 0.2470
F e 0.6870 . 0.2530
G e 0.6860 . 0.2620
H m 0.5420 . 0.2040
I B 0.5020 . 0.1970
J . 0.4720 . 0.1920
K = 0.5220 . 0.2180
L B 0.5290 . 0.2170 = %00
M B 0.5310 . (0.2080
N  0.6350 . 0.2160
O  0.6170 . (0.1860
P B 0.6190 . 0.1910
Q B 0.5470 I 0.1840
R B 0.5590 . 0.1890
S B 0.6110 . (0.1980
T B 0.5940 . 0.1930
U e 0.6260 . 0.2280
\Y  0.5860 . 0.2200
W B 0.6070 I (0.1900
X . 0.1030 I 0.0880
Y = 0.5290 . 0.2170

Continued on next page...
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Continued from previous page...

Chain Atom inclusion Q-score
7 . 0.4240 . 0.1300
a B 0.6470 . 0.2870
b B 0.6240 I 0.2890
¢ e 0.6070 . (0.2680
d B 0.6340 . 0.2620
e B 0.6150 . (0.2620
f  0.6700 . 0.2800
g  0.6640 . 0.2820
h e 0.6920 . 0.2850
i B 0.6880 . 0.3040
j B 0.6900 . (0.2980
k B 0.6750 . (0.2860
1 e 0.7120 . (0.2810
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