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This is a Full wwPDB EM Validation Report for a publicly released PDB entry.
We welcome your comments at validation@mail. wwpdb.org

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.

A user guide is available at

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
Mogul : 2022.3.0, CSD as543be (2022)
MolProbity : 4-5-2 with Phenix2.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
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
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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 3.22 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 NN

Ramachandran outliers NN

Sidechain outliers NN

Worse

Percentile Ranks Value

[

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric
Q-score N

Worse

- 5
0
W 0.9%

Better

Model-Map Fit Percentile Ranks Value

I Percentile relative to all EM structures

Wi 553

Better

I Percentile relative to EM structures of similar resolution

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 14612 ( 2.72 - 3.72)

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
1 110 = 72% 25% o
1 C 110 — 72% 25% o
1 E 110 — 73% 25% .
1 G 110 — 70% 27% B

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

Mol | Chain | Length Quality of chain
2 4859 & 58% 26% ew
2 D 4859 == 58% 26% 1%
2 F 4859 == 58% 26% e
2 H 4859 == 58% 26% lew
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2 Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 130508 atoms, of which
136 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 Peptidyl-prolyl cis-trans isomerase FKBP1B.

Mol | Chain | Residues Atoms AltConf | Trace
1 A 108 T801t5a 1 5(;5 114\115 1C5)1 ZSL 0 0
1 ¢ 108 T801t5a 1 5(;5 114\115 1C5)1 ZSL 0 0
1 b 108 T801t5a l 5?5 114\115 1(5)1 ZSL 0 0
1 G 108 T801t5a l 5?5 114\1]5 1(5)1 ZSL 0 0

There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference

A -1 SER - expression tag | UNP P68106

A 0 ASN - expression tag | UNP P68106

A 1 ALA - expression tag | UNP P68106

C -1 SER - expression tag | UNP P68106

C 0 ASN - expression tag | UNP P68106

C 1 ALA - expression tag | UNP P68106

E -1 SER - expression tag | UNP P68106

E 0 ASN - expression tag | UNP P68106

E 1 ALA - expression tag | UNP P68106

G -1 SER - expression tag | UNP P68106

G 0 ASN - expression tag | UNP P68106

G 1 ALA - expression tag | UNP P68106

e Molecule 2 is a protein called Ryanodine receptor 3.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S

2 B 4076 31699 20288 5416 5789 206 0 0
Total C N O S

2 b 4076 31699 20288 5416 5789 206 0 0
Total C N O S

2 F 4076 31699 20288 5416 5789 206 0 0

O RLDWIDE
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Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 H 4076 31699 20288 5416 5789 206 0 0

There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
B 733 LEU GLN conflict UNP A0OA8CT7B9YS
B 1078 TRP ARG conflict UNP A0OA8C7B9YS
B 2075 ASP ASN conflict UNP AOA8C7B9YS
D 733 LEU GLN conflict UNP A0OA8C7B9YS
D 1078 TRP ARG conflict UNP A0ASC7B9Y8
D 2075 ASP ASN conflict UNP A0ASC7BI9Y8
F 733 LEU GLN conflict UNP A0ASC7B9Y8
F 1078 TRP ARG conflict UNP A0OA8CT7B9YS
F 2075 ASP ASN conflict UNP A0OA8C7B9YS
H 733 LEU GLN conflict UNP A0OA8C7B9YS
H 1078 TRP ARG conflict UNP A0ASC7BI9Y8
H 2075 ASP ASN conflict UNP A0ASC7B9Y8

e Molecule 3 is ZINC ION (CCD ID: ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf
3 B 1 Toltal Zln 0
3 D 1 Toltal Zln 0
3 P 1 Toltal Zln 0
3 0 1 Toltal Zln 0

e Molecule 4 is CALCIUM ION (CCD ID: CA) (formula: Ca) (labeled as "Ligand of Interest"
by depositor).

Mol | Chain | Residues Atoms AltConf
4 B 1 Toltal Cla 0
4 D 1 Toltal Cla 0
4 P 1 Toltal Cla 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms AltConf

Total Ca
4 H 1 1 1 0

e Molecule 5 is ADENOSINE-5-TRIPHOSPHATE (CCD ID: ATP) (formula: C19H;4N5013P3)
(labeled as "Ligand of Interest" by depositor).

ATP
NH
et
1 “om
"HO‘_';F
od
F~on
. .IP OH_
2
Mol | Chain | Residues Atoms AltConf
Total C H N O P
5 B 1 43 10 12 5 13 3 0
Total C H N O P
5 B 1 43 10 12 5 13 3 0
Total C H N O P
5 D 1 43 10 12 5 13 3 0
Total C H N O P
g D 1 43 10 12 5 13 3 0
Total C H N O P
o K 1 43 10 12 5 13 3 0
Total C H N O P
o K 1 43 10 12 5 13 3 0
Total C H N O P
o H 1 43 10 12 5 13 3 0
Total C H N O P
g H 1 43 10 12 5 13 3 0

e Molecule 6 is CAFFEINE (CCD ID: CFF) (formula: CgH;oN4O3) (labeled as "Ligand of
Interest" by depositor).
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CFF
013
@) cl14
oo [cs N
N N7
L) c8
s, ot N
o11 O N No
|
c12
Mol | Chain | Residues Atoms AltConf
Total C H N O
S ' 24 8 10 4 2 0
Total C H N O
S ' 24 8 10 4 2 0
Total C H N O
"t ' 24 8 10 4 2 0
Total C H N O
" ' 24 8 10 4 2 0

e Molecule 7 is CHLORIDE ION (CCD ID: CL) (formula: Cl) (labeled as "Ligand of Interest"
by depositor).

Mol | Chain | Residues Atoms AltConf
7 B 1 Toltal (il 0
7 D 1 Toltal (il 0
7 P 1 Toltal (il 0
- 0 1 Toltal (il 0
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3 Residue-property plots (i)

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
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
atom inclusion in map density. Residues are color-coded according to the number of geometric
quality criteria for which they contain at least one outlier: 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
outlier are shown as a green connector. Residues present in the sample, but not in the model, are
shown in grey.

e Molecule 1: Peptidyl-prolyl cis-trans isomerase FKBP1B

8%
. [—
Chain A: 72% 25% -

Sy ~

0 ) < w0 © - - . o oo [ .3 | willo « s o

0 = 2 I8 8RS 2 ST gRTRTRR e e gy e e
=] 2] x == o - [N o~ m S =nJ0 = oA < O > A~ = =

e Molecule 1: Peptidyl-prolyl cis-trans isomerase FKBP1B

K48
G52

3]
]
53

K58

8%
Chain C: 72% 25%

ey ~

) ) < 0 N - . | o | 53 =3 |

w0 ] ] IS8T 3 SBT3 RIRTRR B gEe e
= = £ -] - o o m S =wnJdo = oA < S > A - -

e Molecule 1: Peptidyl-prolyl cis-trans isomerase FKBP1B

K48
G52

5]
)
B3

K58

8%
Chain E: 73% 25% -
e oo

S
O = o o [ N oS o ol lo o wilo My Mo mo
SHEIS oMo SoEy oo oMM o cEcoEy HC S
@ HO X X HE =Z=Tndo A Ba = o a a4 a4

e Molecule 1: Peptidyl-prolyl cis-trans isomerase FKBP1B

V24

0 © - ~
a N o« ¢l
= — o

K48

8%
. .
Chain G: 70% 27% o
o® oo

L - 4 L 4 <>
F
™ 58 JEETRTET32 38838 8
= & E SeEE J ko XEAHOX X =

e Molecule 2: Ryanodine receptor 3

D12
G63

L75
|
T78
P79
A85
|
G90
Vo1
|
P94
|
L104
|
L107
| E108

8%
. [— ——
Chain B: 58% 26% 16%

oo — MY v o ® 0 oo Mmoo o ~ o © ~ oo <o mim
- ISR 38 a 2] M o < < s} 3 © © © &~ N NN K © 00 © 0
~ m > o O = o B < = = wn = = = o = L HoE=E4a

WO RLDWIDE

er

PROTEIN DATA BANK

E51
T53

| “
F14


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

EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 9

9LTA

YLIA

TLTT

691d

1971

€211

0zTT

STT4
v118

60TI
Y011

€011
2OoTL

TSCA

9%CH
Svzh

€%2a

1)

LETA

SE€TL

[454cs

-

8CCH

laas
STy

13443

L1TK

<> > oo

T8TA
0874

8.L1S
LLTS

29€1

09€S

8GET
SGEA
8veX
Sved

vved
EVEA

¢

veen

ozed
61€S

9TEL
80€Y

¥oe1
£0€T

T0€D
L6271
962V
S621

6821
88CH

08ZM

8.C1

9128

vizs
€LTM

TLCI
0,24

89¢d

6EVA

SEVd
YEVT

EEVL

(4478
Tevd
0zvb
61¥%S
8Tvd
LI%1

[454s
TI%I

6074

LOYY

664

L6€T
96€1
S6€T

€6ed

06€H

S8€T

€8EA

S9€L

72ST

[44c) s

02ST
6191
8TSN

9181

SOV

€970
(4’8
T97Q

6SVH

LYYI

SPPa
b))
EVPT

0v¥T

8¥9T
L¥94
9¥91
0%9L
9€91
ze9

6291
8TIN

9294
§¢9d
%291

6791
81971

9790
STON

€794
CTOA
TI9V

109D
90971
S090
€694
06393
685Q
889T

7851

00 o = o
s~ © 0 0
0 0 0 1
= ooH M

€L9T

T98A

PAcish)

8¥SM

8€Sd

PESN

TESN

0S.A

LvLQ
9%LT

¥9.L0

E€V.LS

LA

0€LS

8CTLA

COPPOPPO & V00900000000

9zLd

6TLT

LTLT

ST.Q

TTLS

80.Q
L0LQ

SOLA

€0LN

T69V

1894

129d
9.93

6991

9991
G991

€993
2994
T99&
099M

899)
LS9&

£99D

0S9A

0881

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

TTON

0z61

c16d
11671
0T63
8064
1063
906A
G061
=

+ 0 © N~
0 W 0
© © © 0
XoH @ oA

N
0
@
=

o
o<}
@0
=

I.i“ R 2 .':I 2

82282823

OOV PPPPPPPP PP P00 0900909090999 90090909099099099099999999%9%0%9%%%2%90 90
8.
]

TL8T
T.84
0.L8a
6984
8981

o
~
@
=}

T96N

COPPPPPPPPP0P0PP0P0O0OOOOOS

636N
8G6H
LG6X
9G6N
SG63)
964
€661

wvev

76N
0%6A

LE6T

o}
[5e)
[=23
O

€€61
ceey
T€61
0€6T
6261
8C6)1
1261

Lo 2 2 2 & 4

¥zeL
£C6S

SY0TA

[44Ux"S
TY0TA
0v0TY
6€0Td
8€0TYd
LEOTT

SE0TA
ve0TYd

o
52}
=3
=
1

o)
N
o
-
=

<
N
o
-
=

TT0T1

600TD

©
i=3
o
=
o

OOOiOOOO

€661

686N
8861

L86Y
9861
G861

A e A A A e .

€861

SETTS

TETTM

62TTH

SCTTD

CCTTA

PIT11

SOTTY

660TI

S60TL

€60TA

06073

880TA

980TH
€80TY
280TA
180TV

8LOTM

9L0TA
S.0TY
¥.,014

cLoTYe

690TQ

€90Td

TSOTI

8701D

vverd

[7a%]
6ETTA

€eeTd
[444 X}

612TH
81211

STCTI

€TCTA
creTd

60CT.L

902Ta

00zTY

L6TTD

€6TT1
Z6TTS

06TTI

<> <>

88TTA

S8TIN

[4:19%

8L174

9L1T1

0LTTL
69TTI

o

L9TT1
99174

29TTL

6STTI
89T1S

Y9111

CSTTI
TSTTH

TPTTL
(%7451

8ETTd

GEETA

CEETI

0EETA

8CETD

T6TTH

06211

98CTI
S8TTI

0Ly

i

8921y
¥SCTI
TSCTH
8¥C1d

PAZAYN

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 10

0 6ZH1Y

9TYIV

(44491

(4745

9171

STYTA

€T¥10

0 66£TS

i

96ETA

S6ETI

€6€TD
CT6ETD
T6ETM
omMa>
€8ETH
CBETA

0LETL

99€TL

6SETd

15€7Q

6VETL

LYETM

SYETA

TveTs
0%€Td

8%ST1

19914

6€9Td
8€9Td
LESTd

PeSTT

66711

96911

V69T

T69TH
16911

88911

TL9Td

0L97d

899718

99914

S99T4
Zy9T1

T€9TI
0€9TI

STITW
YCOTN

12914
0z91a

9191V

11971
01971

TO9T1
€6STI

68311
88510

98ST1
S§8STQ

8LSTA

TLSTT

SSSTI

LOBTI

S08TT

€08TA
20818

9VLTI

EVLTI
(473144

6€L10
8ELTd
LELTA
LTLTA
€CLTA

869TI

88810

08874

¢

B A e

9Y8TIN

S¥8TA
vv8Td

0¥8TN

8€8TH

YESTA

CE8TI
TE8TA
0€8TD
62874

hmmﬁ>
veetd
€C8TA

0Z8Th

9181d

11811

60814

99674
S96TI

€06T1

£68T4
T68TI

688Td

0902
65021

1,502d
9G0CH

2S02A

L%021

€%02D

0v0ZI
6€02T

L€02d

S€0Ta

820C1
12021

Sc0Ty

£202h

12021

6102V

L7021

L002s

¥00ZA

T00CH

L6671

S66Td

886TY

98671

86T
T86TIH

6L6TA
8L6T1T

SL67Q

€L6TI

T.610
0L6T3d
696TH

Yozeca

00zzY

861¢Cd

96121
612D
T612d
06121
6812d
88TCN
L8TCM
C8TTA
¥.120
29TCA
75121
[4] 1401
LETTT
2e1es

LTTTA

ST121

€072I

680CN

7.,02A

2L0TA
TL0Td
0.0
690CA
890CL
19023

S90ZN

€9021
2902A

662¢d

9622

z6cea
T6cCI

¥8CCH
€82C1

6.2

L.TTA

>

6922d

Lsgea

8%¢CI
eveey
0¥ze1
€ecey
c¢eTT1

Teeey
0€Ted

8¢ced

£eeed
2eeel

61T
8TTTA

912CA
128
45441

(4544

,02es

S0¥CL

T0%Cs

86€2a
L6ETT

68€2d
88€CT

S8ETA

T8ECH

8.L€T4

9.€2h
TLETA

L9€TT
99€T4

29ged
ToETY

vaeTn

0seea
6veed
8vecd

LEETT
L2eTT
veecl
61€CY

8T€TT
L7€2T

Srecy
yrecI
£1€TYH
eV
90€TL

COETH
TOETH

S¥92a

0%92d

9€9CL
€921

[4%:14cs

ogsea

STGCA
20921
T0S2d
0052
86%2D
v6v21
TevcA

88¥CA
L8%21

87y
¥8%C1

z8veh
BL7CH
9.vcy
89%C1

S9%Ca
voveI

T9%cH
vsvey

08721
(444"

LEVTL

veved
€EVTL

8Thed
Lzvey

0zve1

0 6,524

]
L9921
|
295ed
19521
[ o9sey |
655N
|
98521
§§52a

8¥%5Cs

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 11

80621

S0621

10621

6682V
868CA

78821

¢88eH

8.8¢S

69824

9982d
S98CA

£€98¢d
29821

L

0¥8zA
6€8C1

9€8C1
SE8CTH

PO VOV P0000O0O0O0O o

€€8CI

€821
2T8CI

0z8ey
61821

0 6082S
0 808TS

7662V

066CA

88621

S962.L

€962

096231

8¥62)
LY62A

vv6Ts
€¥62D

0¥62I
6E6TA

9€6CL
S€62a
€621
£€62L

0€621
62621

12621

€T6TN

€16CI
c1ecy

606CA

980€Y

<
2]
o
2

2801
T80€%
080€L
6.L0EN

LLOEA

CLOEX
T.,0€Y

690€T
890€L

v90€d
€90V
C90EA

090€T
€S0€T

0S0€D

TY0EX

Y€0€ET

8C0€ET
L20ET

¥20€ed
€20€Ss
2T0eI
120D

8T0ED
LT0€T
9T0€T

¥10€d
E€T0EA

900€A
SO00€H
700€d

C00€T

000€L

866C1
L662d
96621

06TEW
68TEM

L8TEV

781€I

28TET
T8TEN

B6LTEN

SLT€T

0LTET
69TEA

S91€d

TSTET
0STEH

0vTET
B6ETER

9€TET
€ETEeT
ogred
6CTEL
8CTEA
STTEN
STTET

60TEN

SOTET
01ED

00ted

160€3d
960€d

760€EL

0 880€T

¢
¢
¢
¢
¢
¢
¢
¢

c.LTed

0LTEX

99ZEN

¥9ZER

COPPOPOP 0000000

cocey

STTEA

TCeen
0zzeT
612EN

j4%49)
€12ed

otTzex
602€T
80CET

902€d

vozev
T0ZEL
LBTEY

€6T€I

0LEET

99€€%

v9€eT
8SEES

9seeb

60€€d

o

SOEEN

00EEM
66CET

162€d
S62€d
€6TEN

T6TEN
T62€d

68C€T

S.lced

To7€T
09ved
6STED

LSYEA

SSPed
vSveT
E€SYEH

TSYEN

LYYET

SYeD
442

cvvea
TYPEL

8TVEA

91ved
STPEd

voveyd
€0%ET

66EEN

06€EER

L8EEN

S8€ET

€8€ET
2¢8eeT

6.Leed

CTLEET

0TG€T

90S€ed

20S€eT

LTIEW

Y2oEN

0CT9EY

8T9€Y

9T9EH
ST9€T
v19€d
€19V

08S€EX

8LSEW
LLSEN
9.LS€S

VLSEA

CTLSEL
89SEY
TSGET

08SET
673€D

LySET

F

LELEQ

SELEN

L2LET

6T.LEd

LTLEQ
9TLEN
STLED
YTLET

TTLEA

0T.LEY

F

80.LED

i

0 90.,£d
69EH
069EN
389eS

T89EN
089€T

LL9ET

SL9€b

£€L9¢ed

TLOEV
0.L9€a

899¢€%

799€A
€99€d
299¢€1
T99EW

639D

LS9€A

TS9EN

Tv9ed

LE9Ed

SE9EN

8.8€L
¥98eA

T98€d
098€d

v58€d
£G8€N

0G8€d
678€1
8v8ed
¥8ET

628EA

ST8EM
£2c8ed
618€T

T18€d
0T8€D

808€I

008€T

86.LEM

76.LET

26.LEN

06.Led

18.€b

+

9LLEX

cLLed

€9.L€T

T9.LEX

SSLET
bSLeEA

TSLEL

Sv.LED

cvLET

Ll6€d

v.L6€d
€L6€3

TL6Ed
0L6€d

€96EN
296€4

096€d

¢
¢

956EV

086€T

LY6€T
oveed

E€V6EL
CY6ER
176€0
6E6ED

9E6EN
GEBEY

626€M

S§26€D

& 4

TT6€L
0T6€T

L06€T
906€X
S06€T
v06€d
€06EW
206ed
T06€d

868€T

768EA

068€S

288€el

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 12

68070
S80%0

180%1

6.L070
8.L073a
LL0%0

7L0%A

TLOVT
TL073
0LOTW
69073
890%d
L90%0

>

€907

0907A
6507

95074
05073
90T
SY0vE

YoM
£7070

17074

6E0VS

veovd

62071

T2ovd
020vI

ST0%d
v10%d
€10%4

900%Y
S00%d
voova
€0071
666€T

8L6ET

<>

OO OO

06EYY

98EYI

CLYYI

8977V

99%%T

Y9¥¥d
iaa
[4°3747)4

L8773
9SH¥h

€974

0 0S¥

vevva
11474728
(047729
61774

14547\
ETFPI

0Ty
60%VA

[4v471
86EVN

v6EVA

GSS7A

0SSP

8¥SVI
LYSTA
i1
ieigt|
442
EYSTA
[acits
TYSvi
0%S%d

8€SVA
SESYd
¢ESYd

TESTL
0ESTN

8TSYA
12571
9TsvYd
§Tsva

< <&

STSvd
ja%il

CTISHL
TISPI

60571
8057

S0S7d

€057
20SvYd
TOSHV

8677

e o

96774
S677

T6771

T87¥A

6LYVA

LLYYS
9L¥¥I
SLY7A

889%S

78974

6L9VN
8L9%4

SLOVA
¥L9%1

CTLIVT

0997A

999%D

8E9%1

9€9%1
SE9VT

66SVI
965V

S6STI
7657a

oo oo d

€9G%1

095%1
¢ osswe

SO087H

96.L%D

06.74
68LVA

L8LYN

S8LYI
B6LLYN
SLLvA
TLLYD
S9.L%1

T9LYY

65LVI
8S.LVI

SSLYD

TSLYT

67.LYI

6ELVA

LELWA
9E€LYI
SELYY

EELVW
9T.LYd

€TLYI
cTLya

6T.LYVI

TTLYA
OTL7A

10,74
90L%1
004%a
$S697A

0 £697H

¢

[4sici
S¥87d

cv8va
T¥8¥M

LE87D

SESTI

Ryanod

£e8YM

628%d

928YL

818V1

T18%1

ine receptor 3

e Molecule 2

16%

26%

58%

8%

Chain D

€81
28I
184
08d
6.1

L4
9LA

YL

TLD

69A

LON

S9N

¥ss

€GL

189

9LTA

YLIA

TLTT

691d

1971

€211

01T

STTd
v118

60TI

Y011

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 13

A o 4

89¢d

S92y

29es

98ey

€5CV

>

TSCA

9%CH
SHzh

€%2a

LETA

SETL

2ETA

8CCH

92T1
SgTy

1443

L1TK

90ed
1021
86TH
T6Th

T6TA
06TN

i

T8TA
08TY

8.L18
LLTS

el
99€X

S9€L

C9€T

09€S
89€I
SGEN
8YEA
sved

vved
even

veen

ozed
61€S

91€l

80€Y

70e1
€0€T

T0ED
16271
962V
621
6821
08ZM
8.CI

LTS

TLCI
0,24

SYva
447
evY1

(747488
6EVA

SEVd
eVl

EeVL

8Tvd
L1971

[as4s
125728

6074

LOVY

66€Y

L6ET
96€L
S6€T

£6€a

06€H

S8€T

€8EN
28eN

8€Sd

TESN

%2ST

[44°)))

0291

4378

T674

6871

98%1
S8%A
78¥'1

28¥%1
T8YIH

6.%d
8.Lvd

SL¥1
TLIN
€L7%

9971
SOV

€970
(424208
197d

6S¥H

LYPI

LS9K

059A
8%9T
L%94
9%91
0%9L
9€91
ze9h

6291
8TIN

9294
§29d
7291

6191
8191

9790
STON

€194
CTT9A
TT9Y

109D
90971
S090
€654
065X
685Q
8891

7831

289%
1891
08SH

894

€LST

T9SA

L5SD

6%ST
8¥Sx

10,0

SO0LA

€0LN

T69V

T894

1,9d
9,94

699A

9991
S991

€993
2994
T99&
099M

899

A e A A L R s e e

0
©
©
-

—- o
© ©
©Q
= oA

65984

9681

T98d
0881

6784

COOPPPPP PP P00 P00 PP P00 PP 9090990 9909099099099 9909999999999%999%9%99%%9%9%9%9%9990

81

9€80

6284
8¢8i

1281

8T6)
1261

0261

8164

9163
S16d

¢16d
1161
ot16x

~
o
o)
5]

906A

0
k=3
o)
s

€06d
CO6H
1060
0064

1680

5684

<+ v ©O I~ o O N 4 0 © -
Bocoslsolfufleeesff
H = +H = - = = X oH @ A
OO0 P00 0P 0000000990000 9009090909000 9090909090999 909909909990999909099%999%90%%9%9%90 90

TL8T1
T.84
0480
6984

8864
186Y
986'1
9863

~
~ N
o o
A A

0
~
@
—

0461

N~ ©
© ©
D O
A A

T96N

00000000000000i’00000000000000

656K
896N
LS6X
996N
SG6%
¥96d
€561

o
Ire)
®
3

.§

T¥6N
076A

LE6T

0
)
[}
O

€€6'1
2e6Y
T€61
0€61
6261

TS0TI

8%0T1D

SY0TA

[440% ]
TY0TA
0v0TY
6€0Ta
8€0TY
LEOTT

Se01d
ve0Tyd

@ O
a 0
o O
=
[

60070
800TH
L00TI

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

L o 4 2 4 & o 4

SO0TA

€00TM

0 8664
0 1660

v66M
£66A

b

686N

TP1TL
0v1TY

8ETTA

SETTS

TETTM

62TTh
SCT1D
CCITA
PIT11
SOTTY
660TH

S60T.L

€60TA

060Td

880TA

980TA
€80TY
Z80TA
T80TV

8L0TM

9L0TA
SL0TY
7,074

cLOTY

TSCTH

8¥C1d
AN

vverd

oveTy
6ECTH

€cerd
[444 X

612Th
81211

STCTN

€TCTA
[AYq x|

60CTL
902Ta
00z1yd
L6TTD

€6T11
C6TTS

06TTL

<> <>

88TTA

S8TIN

28114

8LT14

9LTT1

OLTTL
69TTI

oo s o d

L9171
99114

COTTL

6STTI
8STIS

7ST11

CSTTI
TSTTH

LYETM

SPETA

TPETS
0veTd

SeeTd

CEETI

0EETA

8CETD

06211

98211
S8CTH

0LTTH

i

85CTY

¥SCTI

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 14

¢

o <

o o o o BB 2

EVVIA

154409

8EVTA

EEVTL

[r44%:8

9TYIV

(44428

0Z¥TD

9T¥1a
STPTA

45745

66€TS

96ETA
S6ETI

€6ETD
CBETD
T6ETM
06ETA

€8ETH
T8ETA

TLETT
0LETL

99€TL

6GETA

1S€1d

6VETL

98ST1
S89Ta

8LSTA

TLSTT

SSSTH

8¥ST1

T9STY

6€STH
8€STH
LESTd

YESTT
EESTY

8¢STd

€TSTA

TCSTM

oo o 4

6TSTH

80ST1

66711

6V TA
T6v1a

18%1d
98%1D

8Ly1d
LL71S

SLYTd
YLVTL

0L%T1

65714

LSY14d

SSPIV

Sv¥1d

LTLTH
€TLIA

869TIW

<>

96911

V69T

T69TH
16911

88911
1891d
98971

7891d

Z89Th

08910

TL9T4A

0.91d

89918

99914
S99T4

89914

T€9T1
0€9TI

STOTI
V2T

12914
0z91d

9191V

TI9TI
019711

T09T1

€6STI

68ST1
88STH

918Ta

T18TT

60813

LOBTI

S08T1

€08TA

9VLTI

E€VLTI
cvL1a

6ELTA
8ELTA
LELTA

L

£68TY4
268TI

688Td

4

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

9¥8TIN
S¥8TA
wwmﬁd
7810
0%8TN

8€8Th

YEBTA

2e8TIL
T€81Q
0€8TD
62814

LTBTA

vzeta
€T8TA

0z8Th

SL67Q

€L6TI

TL610d
0L6Td
696TH

99614
S96TI
Y96TH

29610

096TI

690CA
890CL
19023

S90ZN

€9021
290ZA

0902
65021

,502d
9S0CH

2S0CA

L%0TI

£€702D

0%0Zi
6€0CT

LEOTA

S€02H

82021
12021

S20CYd

€200

12021

610CY

L1021

,002s

%002A

10024

L6611

96614

88614

S86T1

T86TI
T86TIW

6L6TA
8L6T1

9TCTA
ST2CTS
43441
c¢reea
L02zs
vozcd

0022y

86124

96121
612D
16123
067CI
6812d
88TCN
L812M
28T1CA
¥.L120
29TCA

79121

2S121

LETTT

2eies

LTTCA

ST121

€0712I

6802

7.,02A

TLOTA
T.L023
0L0ZW

>

¢
¢

€1€ecY

90€TL

COETH
TOETH

96224

zecea
T62C1

¥8cTi
€87CI

6.2CNH

L,TTA

65c2d
[ ssee1 |
LSzgea
|
6vcey
8¥%geI
|
Shzeh
| vveeH |
€veey
|
[igaa
|
£eeey
2eeet
Tecey
0€ged
| ezeen |
8cced
|
€ceed
eeeeI
|
612eH
8TCCA

]
8¢¥ed
VX444

]
0gye1

i
S0%CL

]
10%2S

]
86€2d
L6€TT

|
68€2d
88€TT

]
S8ETA

]
T8ECH

|
8LETA

[ Lgel
9.€£2b
|
TLETA

]
L9€T1
99€Cd

]
€9€TN
29€ed
TogTV

|
bsean

]
05€Ta
6vecd

¢
¢

8€€Td
FMMNA
FNMNA
¢NMNH
12€C1
61€TYH
8T€TT
LT€TT
STeTH
vrecI

6992

95921
fefeiefdl

8¥%9¢s

SvSca

o¥sed

9€SCL
SESTT

[435:14c)

ogsed

STSTA
20821
T0S2d
0052
86%2D
v6%21
T6vCA

88%CA
18%C1

S8%cH
78¥C1

z8%eh
6.LYCIH
9.vcyd
89921

S9%¢H
¥9%C1

Tovcy
144"

0S¥21
474

LEVTL

vevea
€EVTL

0 6,924

L9STI

c¢9sed
19521

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 15

2182H

0 60828

A R D e e A o

|
6062
80621 L662d
[ | 96621
5061 | se6e1 |
[ ] v662V
10621 | |
| 0o06Ts 06624
6682V | esezN
8682 88621
1682
96824
| gesei

S98CA
€98¢d
29821

i

S96CL

€962

096231

8¥62)

€¥62D

0¥62ZN
6E6TA

9€6CL
Se62a
ve621
€€62L

£€821 08621

[ | 62621
€282
28T 12621

08T €262
61821 | |

£162T
L1823 z162d

090€T
€G0€T1

0S0€D

TVOER

wmmﬂq
820€T
NNMWH
%20€d
€20€ES
CTOET
120€d

8T0€D
LT0€T
9T0€T

y10€d
mﬂmw>
900€A
SO00€H
700€d

C00€T

000€L

86621

€67€T

06TEW
68TEM

L8TEY

Y8TEL

281€1
T8TEN

6LTEN

SL7€1

0L7€I

69TEA

S9T€d

LSTEd

1S7€T
0STEH

0vT1EeT
B6ETER

9€TET
€ETET
0€TER
6CTET
8CTEA
GCTEN
STTET

60TEW

S0TET
$0T€D

00Ted

L60€d
960€d

760€L

TLTed

0LZEX

99TEN

¥92ER

cocey
TOZER
092€T

8G2eY

SSCEA

COPPOPOP 00000000

g€9ced
cseed
152eQ
0§2€eT
6¥CeI
8¥ceT
LyTeT

9vzed

vveed

£7ZED

SeTeN

@® VOO0

ScTTEN

TCeen
0zzeT
612EN

j4%4)
€12ed

orzed
602€T
80CET

902ed

vozev
TOZEL

LBTEY

0LEET

99€€N

v9€€eT

8SEES

9seeh

chveed

6EEED

9CEEL

TZeEN

oreed
60€€d

L

SOEEN

00EEM
662€T

162€4

S6CER

€6TEN
CBTEN
T62€d

68CET

S.lced

¢

To%€T
09ved
6STED

LSYEA

SSved
ySveT
E€GVEH

TSPEA

LYYET

SYeD
442

cvvea
TYPEL

6EVEN

STYER
vevel

8TVEA

91ved
S ﬁmmc
voveyd
mommq
mm“m>
06€EEA

L8EEN

S8EET

€8€ET
2¢8eeT

6.Leed

cLeET

a2 2

LTSEN

raciag
YTsed
€TSeT
[44:159

i

L6VET

S6VEH

b

06%€A

v2oen

0CT9EY

8T9€Y

9T9EH
ST9ET
v19€d
€19V
TT9eh

809€L
S09€X

T09€N

66S€d

CTLSEL
8GSEY
TSGET

08SET
673€D

LYSET

LELEQ

SELEN

L2LeT

6T.E4

LTLEQ
9TLEN
STLED
YTLET

CTLEA

0T.LEY

3

80.LED

¢

0 90.,£d

v69¢€d

069€EN

S89€S

T89EW
089€T

LL9ET

SL9€b

L2 4

£L9¢€d

TLOEV
0.L9€d

wwmm&
%99€x
€99€d
299€T
TO9EW

639D

LS9€A

TS9EN

Tv9ed

LE9Ed

SE9EN

LTIEN

¢GMm>
T98€d
omec
vs8ed
£G8€N

& o0

T98€1
0G8€d
678€1
8¥8¢ed

Y¥8€ET

628EA

ST8EM
£28eY
618€T

T18€d
0T8€D

808€I

008€T

86.LEN

76.L€T

26.LEN

06.ed

1880

+

9LLEX
cLLed
€9.L€T
T9.EX

SS.LET
PSLEN

TSLEL
Sv.LED

cvLET

0L6€4

€96EN
296€4

096€d

9S6EV

0S6€T

LY6€T
oveed

EV6EL
CTY6ER
76D

6£6€D

9E6EN
GEBEY

¢EBEL
626EM

GZ6ED

TT6€L
0T6€T

L06€ET
906€X
S06€T
v06€d
€06EN
206ed
T06€d

868€1
768EA
068€S
z88ed

8.18€EL

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 16

A& 4

6.,0%a
8L0%d
LL0%D

¥.,L0%A

TLOVT
TL0%d
0LOVI
6907)
89073
L9070

£90%d

090%A
6507

95074
050X
VoV
svova

PPOvM
7070

17074

6€0%S

veovd

620VI

T20ovd
0Z0¥I

STO0vd
vrovd
€T074

900%Y
S00%d
700%a
€00%1
666€T

8L6€1
LL6ea

vL6€d
€L6€3

TL6€4

SO0 &

Y9¥¥d
iga
[4%3747)8

PR 747
9S7¥h

€974

vevva
12477
(0747479
617vd

145478
ETFPI

0Ty
6077A

14047488
86EVN
v6evA

06EYA

98EV1

==

SPSvd
Tvsvi
E€VSTA
ehsvd
1agin
0¥sva
B6ESTM
8ESVA

SESYd
2eShd

TESVL
0ESHN

8TSYA
L2571

STS7d
A%zl

(451720

TISHI

60871
80S5¥%D

S0S7d

€05V
20svd
TOSHV

6677a
8677

OO OO0 oO

96774
514728

T67%1

1877A

6L77A

LLY%S
9L¥¥I
SLYYA
TLYYI

89V7V

99%¥1

YL9%1

CTLOVT

0997A

9G9%D

8E9VI

9€9YT
SEIVT

66SV1

96873
S6SVI

99S¥1
€957
TOSHY

095¥%1
0 63574

SGSVA

0G5V

8¥SVI
LYSYA
i

>

06.%4
68L7A

L8LYN

S8.LYI
SL.L¥a
TLLYD
S9L¥T
T9LYY

6S9L7I
8SG.L¥I

SSL¥D
6%.LYI

6€L7A

LELTA
9ELYVI
SELVY

EELTN

9CL¥d

€TLYI
ceLyd

6TLYI

TTLVA
OTLVA

L0.74

90.L%1

00L%a

S69%a

0 €697

88978

78974
€893

8L974

¢

(42128
S¥8vd

cv8va
TY8YM

LE8TD
SESTI
E€E8TM
6287
928YL

818%1

T18%1
SO08YVH

96.7D

tor 3

Ryanodine recep

e Molecule 2

16%

26%

58%

8%

Chain F

€81
28I
184
08b
6.1

L4
9LA

YL

TLD

69A

LON

S9N

¥ss
€GL

1S9

8STh

YSTd

2¢STL
TSTL

6%TM

LETA

GETA

€ETT

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 17

§924

29zs

98ey

€92V

TSCA

9%CH
SHTh

€%2a

L€Td

SETL

[4514cs

8CCH

92T1
Sgey

1443

L1TK

90ed
1021
86TH
[4:340]

T6TA
06TN

99€X

veen

ozed
61€S

9TEL

80€Y

70eT
€0€T

T0ED
16271
962V
S621
6821
08CM
8.CI

LTS

TLCI
0.L24

89¢d

EV¥1

(0478
6ETA

S€Yd

0 eV

€EVL

L 2

T2vd
0zvh
61%S
8Tvd
L1

[as4s
125729

6074

LO%Y

66€Y

L6€T
96€L
S6€T

€6€0

06€H

S8€T

£8EA
28¢ex

¥2ST

[44°)))

0281

SL¥1

L¥94
9%91

0%9L
9€91
ze9h

6291
8TION

9294
§29d
7291

6791
8191

9790
STON

€794
CT9A
TI9V

109D
9091
S090
€654
065X
68SQ
8891

7851

© o — o
e 00 00 00
) 0 0 1
= oM

€491

T9SA

L5SD

8¥SN

8€Sd

TESN

Ly.La
9YLT

¥vLD
E€7.LS

TVLA

9€LT

€ELT

0€LS

8CTLA

9Ty

€24

6TLT

LTLT

ST.Q

T1LS

80.La
10La

S0LA

€0LN

T69V

7894

6.L9H

1,9d
9,93

6991

9991
S991

€991
2994
T99&
099M

899
LS9K

€999

6G8A

998L

T98d
0881

6%84

w981

COPPPPPO & V00000000

7281

E

P XX Y R R R TS
I3
@

181
€181
(4244
171841

6080

908X

€08d

88,4

€8LY

8.4
0818

TLLL

19,3
99,4

v9.LD

€GL1

TS.d
0SLA

0261

8164

916}
ST6d

c16d
11671
0oT6)

£€06d
CO6H
1060
0064

1680

S684

o
0
@
=

o
o<}
©
=

B8 =
A e 2 4 4 0 S S e e e e d d @ 4 g A e e e e e el et a st L st s ata o d
8 .
g

TL8T
T.L84
0480
6984
8981

298d
7981

o
~
@
-

o
e s s s o o a2 4 4 Aot o d

636N
8G6H
L964&
9G6N
9663
¥56d
€561

vvev

76N
0%6A

LE61

o)
[]
[+
O

€€6T
ce6Y
T€6T
0€6T
6261
8C6)1
L2671

[44uxs
TYOTA
0v0TY
6€0Td
8€0TYd
LEOTT

SE0TA
ve0Tyd

o
52}
o
=
X

o)
N
o
—
=

<
N
o
-
=

600TD
80070

L o o 2 o & 2 4

€661

686N
886d

L86Y
9861
S86)

€861
2861
T86A

e s o 2 2 2 2 4

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

TETTM

62TTH

SCTTD

[£439

122291

SO0TTY

660TH

S60TL

€60TA

06073

880TA

980T
€80TY
Z80TA
T80TV

8LOTM

9L0TA
S.0Td
7,014

cLoTY

44a%

oveTy
6E€TTA

€cerd
[444 X

61CTh
8T¢11

STCTI

€TCTA
[AY4 X

60CT.L

902Ta

00TTYd

L6TTD

€6TT1
Z611S

06TTI

<> <>

88TTA
S8TTIN
2811d
9LTT1

0LTTL
69TTI

L9711
99174

29111

6STTI
8STIS

HSTT1

CSTTI
TSTIN

711l
0v11Yd

8ETTA

SETTS

0vETd

GEETA

CEETI

0EETA

8CETD

06211

98CTI
S8TTI

o o

0Ly

i

85921y

¥SCTI

TSCTH

8¥C1d
PAZAYN

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 18

€EVTL
0 62H1Y
9THTIV

(44428

(4745

91¥1a
STPTA

€T¥10

0 66€TS

‘i
¢
96ETA
S6ETI

€6ETD
CTB6ETD
T6ETM
omMa>
€8ETH
CBETA

OO0 <

TLETT
0LETL

99€TL

6SETd

15€TA

6VETL

LYETM

SYETA

TvETS

SGSTH

8%911

T9STY

6€9Td
8€STd
LESTd

YeSTT
EESTY

8CSTd

E€TSTA

TCSTM

oo o 4

6TSTH

80ST1

66711

[ 43298
Tev1a

L8¥1d
98%1D

869TI

96911

V691

2691
«mmﬂq
88911
1891d
98971

7891d

z891h

089TH

0L9Td
699TL
899718

99974
S99T4
]
(4722191
]
TE9TI
0€9T1
|
STOT
YCOT
|
12914
0291
|
9191V
|
11971
01971
]
TO9T1
]
€6STI
|
68311
885170

98ST1
S§8STQ

8LSTA

TLSTT

608Td

LOBTI

S08TT

€08TA

OVLTI

EVLTI
cvLia

6ELTA
8ELTA
LELTA
LeLTH

€CLTA

688Td
88810

0“
¢

08814

<>

PO VPP P0P009000O0OO o

04673
69610

99674

€06TT

£68T4
T68TI

890CL
19023

S90ZN

€9021
290ZA

0902
65021

,502d
9S0CH
]
230CA
]
L%021
|
£€702D
|
0%0Zi
|
LE0TA
|
82021
12021

S202d

£2020

12021

6102V

,00ZS

%002A

T002H

L6671

S66Td

886TY

|
4671

|
26Ti
186TH

6L6TA
8L6T1

SL67Q

€L6TI

T.,610

612
8TCTA

S12TS
14544

L,02zs

voccd

0022y

86124

96121
2612
16723
067CI
6872d
88TCN
1812M
281CA
¥.120
29TCA
75121
2S121
LETTT
2eies

LTTTA

ST121

€072I

680CN

¥.,02A

CTLOTA
T.L023
0L0ZI
690CA

s1eTH
v1ecI
€1€ecY
90€TL

CTOETH
TOETH

9622d

[4stadel
T62CI

¥8cei
€8¢CI

6.L2CN

L,TTA

>

65¢ed

LSztea

6vceH
8¥%¢eI

SHzeTh

eveey
0%
€€y
€T
Tecey
0gced
8cced

€ceed
eeeel

veved
E€EVTL

8¢¥ed
VX444 4

0zZ%e1

S0veL

10%2S

86€2d
L6€TT

68€Cd
88€TT

S8ETA

T8ECH

8LETA

9.€£2b
T.LECK

L9€TT
99€24d

€9E€TN
29ged
ToETV
wseen

05€2a
6vecd

8eeed

LeeeT

LTeet

Yeeel

12€21

61€TYH
8T€TT
LT€TT

19821

6992

95921
§992a

8¥ses

SvSca

o¥Sca

9€STL
SESTT

[435:14c)

ogsed

STSCA

20821
T0S2d
0052

86%2D

6721

T6vCA

88¥%CA
18%C1

S8%cH
78¥C1

(4:i74]

6LV

9.v2yd

89921

elzack
v9%CI

T9vcy

Ysved

0S¥21
(474

LEVTL

0 6,524

L9521

¢9sed

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 19

2T8TI

0z8eH
61821

0 6082S
0 808TS

Le6T1

€T6TH

€T6C1
crecy

6062A
80621

S0621

10621

6682V
868CA
L68CIH
96824

v68cd

78821

288¢Y

8.82S

69824

998¢d

S98CA

€98¢d

SE8CH

€€8CI

PO VO PP0P09000O0O0O o

€821

CO00ET

000€EL

866C1
L662d
96621

662V

066CA

886C1
L86TN

¢

‘ 98628

¢

¢
¢

0 TL6T1

¢z

69621

L9623

S96CL

£9624

09624

8¥62x

LY6TA

£¥62D

0762
6E€6CTA

9€6CL
S€62a
€621
€E6TL

0€62T
62621

960€3

¥60€EL

090€T
€G0€T

050€D

0 THOER

€01

8COET
L20EeT

¥2oed
€20€S
(440188
120€h

8T0€D
LTOET
9T0€T

¥roea
€T0EA

900€A
SO0EH
v0o€d

902ed

vozeY

T0ZET

LBTEY

€67€I

06TEW
68TEM

L8TEY

Y8TEI

28TET
T8TEN

6LIEN

SL1€1

0L7€I

TSTET
0STEH

071€T
6ETER

9€TET
ogTed
6CT€I
8CTEA
SCTEN
STTET
60TEN

S0TET
$0TED

00Ted

L60€d

@ 0000

S62€d

€6CEA
T6TEN
T62€4

682€T

s.Lzed

cLTed

0LZEX

99CEN

Y92eR

(4744 4
T92€X
092€T

85TeY

SGTEA

e A A o

€5ced
c¢seed
T52ed
052eT
6¥Cel
8¥%ceT
LyCeT

ovced

vveed

Seeen

Teeen
0zeeT
612EN

Yieer
e€1eed

otTzed
602€T
80C€T

L8EEN

S8EET

€8EEL

6.eed

CTLEET

0LgET

99€EN

vogeT

8SEES

—
>

9seed

cveed

9zeEL

TeeeN

oTeed
60€ET

1

SOEEN

00geEM
66CET

L6T€4

T9v€T
09%ed
657ED

LSVEA

SThER
vevel

8TVEA

91¥ed
S1%€d

voveyd
€0¥ET

66EEN

06EEA

675€d

LYSET

LTSEN

S¢SET
vzsed
€CSEL
CTSET

Hi

0TSET

905€b

Y0SEL

20S€T
T0S€d

LBVET

S6%EH

06%E€A

LS9EA

TS9EN

Tv9ed

LE9E

SE9EN

LTIEW

4%

0Z9EY

8T9¢Y

9T9EH
ST9ET
v19eY
ET9EY
TT9eb

809€L

S09¢€x

T09€3

665€d

T89ED
T8SES
089€N

8LSGEW
LLSEW
9LS€ES

V.LSEA

TLSEL

8GSEV

TSGET
0SSET

TOLER

SGLET
wSLEA

TSLEL
Sv.LeD

TyLET

F

LELEA

SELEN

LgLeT

6T.Ed

L1.8Q
9TLEN
STLED
YTLET

CT.LEN

0T.LEY

i

80LED

i

0 90.,€d

v69¢€d
069EN
S89€S

T89EW
089€T

LLIET

SL9€b

& 4

€L9€4

TL9€Y
0.L9€d

899€)

¥99€x
£99ed
299¢€T
TO9EW

659€h

868€T
v68eA
068€S
z88ed
8.L8€L
%98€A

198€Q
098€d

v98ed
£98€N

&> SO

TS8€T
05§8€d
678€1
8¥8€h
v8e1

628EN

STBEM

£28¢eY

6T8€T

T18€d
0T8€D

808€T

008€T

86.EN
¥6.LET
26.LEM
06.,€4

18.€b

+

9LLEX

cLLed

€9.L€7T

666€T

8L6€1
LLeed

vLl6ed
€L6€3

TL6€d
0L6€Y

€96EN
296€4d

096€d

956EYV

TS6€T
0S6€T

L¥6€T
ov6ed

EV6EL
TY6ER
176€0

6£6€D

9E6EN
SE6EV

ceg6ed
626€X

GT6ED

TT6EL
0T6€T

L06€T
906€X
S06€T
v06€d
€06EN
co6ed
To6€d

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 20

68070
58070

180%1

6070
8.L07d
LL0%D

v.L07A

CTLOYT
1.0
0LOTW
69073
890%d
290%0

>

€907

0907A
65070

95074
05073
V0¥
svova

YvovM
£7070

17074

6E0VS

veovd

62071

1207
02071

STO0Vd
vrova
€T07d

9007V
S007d
v00%a
€0071

86EVN

v6EVA

06EYN

98€VI

SO0 oo o

LLYYS
9L%¥I
SLvPA
TLYYI

89%FV

99771

Yovvd
E9VTY
(454470

LSYvE
9S7¥h

€57vd

vevva
147472
(474729
61774

PIvIN
11574748

(257474
6077A

20vv1

€9G%1

TSV
09S¥I
65574

SGSVA

8YSYI
LYSTA
Elgcinl
SYShYe
422
EVSTA
cvsvd
T¥SPd
0%S7va

8ESVA
SESVd
2ESYd

TESHL
0ESTN

8CSYA

STSVd
ja%4)

ISVl

T1SPI

60571
womwu
€0SPY
20S7vd
T0SYY

6677
86773

96774
S6YvA

16771

18%7A

[VA%7

OO0

.

889%S

78974

B6LITN
8L9%4

SLOVA
YL97L

LIV

099%7A

959%D

8E9VI

9€9¥%1
SE97T

66S¥1
96574

G657
¥657d

99571

818V1

T18%1

SO087H

96.%D

06.L%4
68L7A

L8LYN

S8.LYI
6LLYN
SL.7a
TLLYVD
S9.L71
TOLYY

6SGL¥1
8SG.L¥I

SSLYD
67.L%1

6€L7A

LELTA
9ELVI
SELVY

EELTN

9Z.LY%d

€TLYI
ceLyd

6TLYI

TTLYA
OTLYVA

L0.74
90.71

00.%a

¢

[4s15370'8
S¥87d

Ty8va
T¥8YM

LE8TD

SESTIN

e Molecule 2

€EBVM

6287

9T8vL

Ryanodine receptor 3

16%

le
~
=1

26%

58%

8%

Chain H

o
©
=4

TLD

o
©
=

LON

0 8310
0 9318

YSTd

Ii

2STL
TSTL

6%TM

LETA

GETA

€ETT

€211

01T

STTd
Y118

< oo

[43%:
60TI
Y011

€011
2oTL

S92d

2¢9zs

952V

€52V

TSCA

9%CH
Eizdi]

£vea

L€2d

AN

[44ck

8CCH

92e1
STy

1144

L1TK

902d
1021
86TH
[4:34]

T6TA
06TN

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 21

S9el

29€T

09€S

8S€I
GSEN
Sved

vved
eveA

veexn

ozced
61€S

91€L

80€Y

70€1
€0€T

T0ED
L6271
962V
S62T
6821

08ZM

8.C1

9128

LTS
€LTM

T.LCI
0.24

892d

L 2 4

iaul
EVPT

(074748
6ETA

Sevd
vev1

€EVL

(4478
Tevd
(ol4741]
61%S
8Tvd
L1711

[as4s
12572¢

6074

LOVY

L6€T
96€L
S6€T

€6€Q

06€H

S8ET

€8EA
28¢eN

99€X

8€54d

TESN

%231

[44°)))

0281
61971

8TSN

S97)1

€970
42428
19%d

6SYH

LYPI

SYPa

L%94
9791

0791
9€91
zeob

6291
8TIN

9294
S¢9d
%291

6191
8T9T

9190
STON

€794
CToA
TI9Y

109D
909T
S090
€694
0654
6850
889T

%831

2894
7881
08SH

8,94

€491

T9SA

LSS0

6751
8¥3Sx

T9LA

€G.1

TS.d
0S2A

LvLQ
9%.LT

¥9LO

€V.LS

TvLA

0€.LS

8CTLA

9z.LY

6TLT

LTLT

ST.LQ

TILS

80.4a
10,Q

SOLA

€0LN

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

298d
71981
=N

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

T88d
0881

8T8)

INEEC
[\ ]
o0 o
= n B

i

o
0
@0
=

.83

TL81
T84
0480
6984
8981

OO PPPPPPPPP PP P00 0900990900900 9009909909090999090909959999%9%%9%%9%099%990

COPPPPPPPPP0P0PPP0P0P000O0OGOOO

9G6N

966
¥s6d
€561

o
e}
13}
X

<
<
a
<

TveN
ov6A

LE6T

0
el
i3
o

£€61
ce6Y
1€671
0€6'1
6261
864
1261

87019

o
o0
o
-
Eg

<+
N
o
-
hE)

TT0TT

60070

oo}
o
o
=
o

OOOiOOOO

0 8664
0 166a

ve6M
€661

b

. A . A . aaa

686N
8864

L86Y
9861

> e

8ETTA

SETTS

TETTM

62TTH
SCT1D
CTITA
222%¢
S0TTY
660TI

S60TL

€60TA

060Td

880TA

98013
€80TY
280TA
T80TV

8L0TM

9L0TA
SL0Td
%,014

cL0TY

690TQ

€50Td

TS0TI

8¥C1d
LYTTA

j44A%

oveTye
6ECTA

€eeTa
[444 X}

6T2TH
81CT1

STCIN

€ICTA
[A%4 X}

60CTL

902Ta

00zTY

L6TTD

€6TTT
Z6TTS

06TTI

<> <>

88TTA

S8TIN

28113

8L1T4d

9LTT1

0LTTL
69TTI

L

L9TT1T
99114

COTTL

6STTI
8STTS

PST11

CSTTI
TSTIW

TPTTL
(4941

TYETS
0vETd

GEETA

CEETL

0EETA

8CETD

(451490

06211

98CTI
G8CTIH

0LTTH

i

85CTYd
¥SCTI

TSCTH

€EVIL

0 62H1Y

9THTIV
[4474%1
(4725

91¥1a
STPTA

€T¥T0

0 66€ETS

>

96ETA
S6ETI

€6ETD
CTBETD
T6ETM
06ETA

€8ETH
CBETA

OO0 o

TLETT
0LETL

99€TL

6SETd

TS€1d

6VETL

LYETM

SPETA

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 22

TLSTT

SGSTI

81T

T7STY

6€STd
8€STHd
LESTd

vest1

8¢STd

€CSTA

TCSTM

6TSTH

80STT

66711

C6YTA
T6%1d

L8%Td
98%TD

8.L¥13d
LLYTS

SLyTd
PLVTI

0L¥TT

65714

LS7T4

SSYIV

SY¥1d

EVVTIA

1547409

8EVTA

96971

Y69TH

CT69TA
16971

88911
1891d
98971

89914

Y11

TE9TI
0€9TI

STOTH
YOt

T2oTd
02914

9191V

TI9TI
07911

TO9TT
€69TL

683911
885Th

98ST1
§851d

8LSTA

LO8TI

S08T1

€08TA

VLTI

EVLII
cyL1a

6€L1d
8€LTd
LELTA
LTLTIA
€TLIA

869TI

88810

@ &

08874

¢

68T

B L e

9Y8TIN
SY8TA
vaAm
810
078TN

8€8Th

YEBTA

CE8TI
TE8TA
0€8TH
62874

hwmﬁ>
vcetd
€T8TA

0Z8Th

9181a

11871

608Td

99614
S96TI

€06T1

£68TY4
268TI

688Td

0902
65021

1502d
950CH

2S0TA

L¥02I

€%02D

0702
6€02T

LE0TH

Se0ca

820T1
12021

S20TYd

£202h

12021

6102V

110271

,002s

700ZA

T002H

L6611

S66Td

886TY

G86T1

[4:15197
T86 T

6L6TA
8L6T1

S.610

€L6TI

T.610
0L6Td
69610

v0cca

00TTYd

86TCd

96121
[4:1543)
T612d
06721
6812d
88T2N
1812M
T8TTA
v.L120
291CA
75121
2s1e1
LETTT

eeies

LTTTA

.,02A

TL0TA
1,023
0L0ZW
690CA
890C.L
19023

G902

€9021
290TA

>

>

26cea
TeceI

¥8CCH
€82C1

6.,2CN

LLTTA

6522d

igaan

feiz4dy]

744

0%

€€TTY
CETT1
TeTTY
0€22d

8¢ceTd

eeeeyd
ceeel

612
8TCTA

9TCTA
ST2CTS
43441

creea

L0ezs

SovelL
To%Zs

86€2d
L6€TT

68€2d
88€T1

S8ETA
T8ECH
8.£T4
9.€2h
TLETA

L9€T1
99€T4d

€9€TN
z9ged
T9ETY

vaeTn
0seea

67€cd
8¥€cd

9%eTI

8€€Td
LEETT

Lz€T1
veeel
6T€TYH
81€C1
LT€TT
g1ETH
y1€CI
€1€ecd
90€TL

C0ETH
TOETH

9622

19821

6552

98521
99520

0vSed

9€STL
S€STT

0€sTa

20821
T052d
00SZ
86%20
Y671
T6%CA

88%CA
L8%C1

98%cd
¥8¥%C1

z8%eh
6.L%C
9.¥cy
89%C1

S9¥ca
voveI

T9%cH
vsved

0S%21
6vvcd

LEVTL

veved
€EVTL

8¢¥ed
Levey

0gyeT

0 Q.mmx

hmeH

Nwmmm

NNwNH

omwux
61821

60828
808¢S

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 23

12621

£T6CTN

€16CI
[AL4

606CA
80621

S0621

10621

6682V
868CA
L68TN
968231

S98CTA

£982d

0¥82A
6€8C1

9€8CT
SE8TH

e I 4 4 e A

€€8CI

€2821

700€d

C00€T

000€L

86621
L662d
96621

veecy

066CA

88621
L86CN

¢

0 38628

¢

¢
¢

0 TL6271

+E=0

69621

L9623

S96C.L

mwmmm
owmmm
8v6eH
LV62A

vv6Cs
£%62D

0%6CH
B6E6TA

9€6CL
Se6ca
ve6e1
€E6TL

62621

¢

160€3d
960€d

760EL

880€I

980€Y

780€Y

T80EL
T80€EN
080€L
6L0EN

LLOEA

TLOEA
TL0€Y

690€T
890€L

790€d

TY0EX

VE€0ET

820€T
L20ET

¥20€0
€20€S
CTOET
T20ED

8T0€D
L10€T
9T0€T

v10ed
€T0EA

900€EA
SO0EH

902€ed

vozev

T02€1

LBTEV

€61€1

06TEN
68TEM

L8TEV

¥8TEL

281¢€T
T8TEN

6LTEN

SLTE€T

0L7€I
69TEA

S91€d

TG1€T
0STEH

OvTET
6ETEX

9ETET
0ogTed
621€I
8CTEA
SCTEN
ST1€T
60TEN

S0TET
01€d

00Ted

¢
¢
¢
¢
¢
¢
¢
¢

0LZEA

99ZEN

Y9CER

29TeV
T9Z€X
092€T

85ced

GSTEA

€9ced
c¢seed
TScea
0S2eT
6%CET
8%CeT
L¥2eT
ovced

o s o o o 4 o .

vveed

(1548

vicel
€1eed

ot1zexd
60C€T
80C€T

S8€ET

€8€€I

6.L€€Q

TLEET

0LEET

99€EN

vogeT

8GEES

9s€€d

1

SOEEN

00gEM
662€T

L62€d

s6ced

637€b

LSYEA

Ss¥ved
7SveT
€SVEH

veve

8TFEA

91¥%€d
STvEd

voved
€0VET

66EEN

06EEA

L8€EN

LYSET

Hi

V0SEL

20S€eT

TS9eEN

T99¢ed

LE9Ed

SE9EN

LT9EN

veoen

0Z9EY

879¢€Yd

9T9€H
ST9€7T
v19ed
ETIEY
T19ed

809€L

S09€X

T09€X

28S€D

T8GES
08SEN

8LSEN
LLSEN
9.S€ES

YLSEA

CTLSEL
8SSEV
TG6SET

0GSET
675Eh

SGLET
YSLEA

TSLEL
SYLED

ehLET

F

LeLed

GELEN

LTLET

6T.LED

PAYE
9TLEN
STLED
YILET

CTLEN

0T.LEY

i

80.LED

i

0 90.L€d

v69€d
069€EN
S89€S

T89EW
089€T

LL9ET

SL9€D

€L9€4

TLO9EY
0.,9€d

899¢€X

799€A
£€99¢ed
299¢€T
TO9EN

6S9€D

LS9EA

868€T
768EA
068€S
T88€eh
8.18€L
798€A

198ed
098€b

v98€d
€398

T38€7T
058ed
678€1
878eh
c¥8eT

6Z8EA

GZ8EM

£28¢eY

618€T

T18¢8d
078€D

808€I

008€I

86.LEN
76.LET
T6LEN
06.L€4

18.€0

+

9LLER

cLLed

€9.LET

TOLEX

666€T

8L6ET
LL6ea

vl6€d
€L6€3

TL6€4
0L6€d

€96EN
296€4d

i

096£Q

¢
¢

9G6EY

0S6€T

LY6€T
ov6ed

E€V6EL
(4745198
176£0

6£6€D
9E6EN

SE6EY
ve6EN

ce6€d

626EN1

S26ED

.2 4

TT6EL
0T6€T

L06€ET
906EN1
S06€7T
vo6ed
€06EN
206ea
T06€4

668€M

>

68070

58070

T80%1

6070
8.L0%d
LLO%D

v.L0%A

TLOYT
TL0VE
0LOVNW
69073
89073
L9070

€907d

090%A
6350%a

95074
0S07Y
9¥0vi
Svova

TvovM
€070

17074

B6E0VS
62071

1207

ST0%d
vrova
€T m¢h
9007V
S00%7d
7007a
€0071

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-45117, 9C1F

Full wwPDB EM Validation Report

Page 24

SO0 0O o

6077A

[4vi481

86ETN

V6EVA

06ETY

98EVI

T8%VA

o

6L77A

LLYYS
9LYY1
SLYYA
CTLYYI

89% ¥V

99791

¥ov¥vd
€9V PV
[42i%7%)8

LS7%H
95H70

€5¥vd

13474720
(01474728
61¥vd

PIvIN
11574728

(2574744

€957
T9SYY

095%1
0 63574

GSS7A

0557

8¥S¥I
LYSTA
Eiain!
SPSve
412
E€VSTA
evsvd
agin
0¥sva

Y1S70

CISvL

TISPI

66v7a
86V

o

96v7Yd
S6vv

T6v¥1

00,7
S6970

0 €698

889%S
78974
8L9%d
Y.L9%L
TLOVT
0997A
9G9%D
8E9VI

9€971
Se9%1

66571

96573

99571

9C8YL

818V1

T18%1

S08YVH

96.%D

06,74
68L7A

L8LYN

S8.LYI
6LLYVN
SL.va
TLLYD
S9.Y1
T9.LYY

63.LY1
89.LYI

SSL¥D
67.LVI

6ELYVA

LELVA
9ELVI
SELVY

EELYN

9¢.Lvd

€CTLYI
ceLyd

6TLYI

TTLYA
OT.LVA

PAA LS
90.LY1

[4:13i2'8
S%8¥%d

Tv8va
T¥8YM

LE8%D

SESTI

€EBTM

6287

O

R LDWIDE
PROTEIN DATA BANK

W



Page 25

Full wwPDB EM Validation Report

EMD-45117, 9C1F

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C4 Depositor
Number of particles used 84690 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 50 Depositor
Minimum defocus (nm) 500 Depositor
Maximum defocus (nm) 2000 Depositor
Magnification Not provided

Image detector FEI FALCON 1V (4k x 4k) Depositor
Maximum map value 0.693 Depositor
Minimum map value 0.000 Depositor
Average map value 0.002 Depositor
Map value standard deviation 0.015 Depositor
Recommended contour level 0.068 Depositor
Map size (A) 478.72, AT8.72, 478.72 wwPDB
Map dimensions 512, 512, 512 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 0.935, 0.935, 0.935 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: CL,
CA, ATP, CFF, ZN

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 | i7" 171 S5 | RMSZ | £|2] >5
1 A 0.16 0/831 0.24 0/1120
1 C 0.16 0/831 0.24 0/1120
1 E 0.16 0/831 0.24 0/1120
1 G 0.16 0/831 0.24 0/1120
2 B 0.23 | 0/32381 | 0.27 | 0/43893
2 D 0.23 | 0/32381 | 0.27 | 0/43893
2 F 0.23 | 0/32381 | 0.27 | 0/43893
2 H 0.23 | 0/32381 | 0.27 | 0/43893
All All 0.23 | 0/132848 | 0.27 | 0/180052

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.

There are no planarity outliers.

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 A 815 0 821 22 0
1 C 815 0 821 22 0
1 E 815 0 821 21 0
1 G 815 0 821 23 0
2 B 31699 0 31082 973 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 D 31699 0 31082 978 0
2 F 31699 0 31082 964 0
2 H 31699 0 31082 968 0
3 B 1 0 0 0 0
3 D 1 0 0 0 0
3 F 1 0 0 0 0
3 H 1 0 0 0 0
4 B 1 0 0 0 0
4 D 1 0 0 0 0
4 F 1 0 0 0 0
4 H 1 0 0 0 0
) B 62 24 24 2 0
) D 62 24 24 2 0
) F 62 24 24 2 0
) H 62 24 24 2 0
6 B 14 10 10 0 0
6 D 14 10 10 0 0
6 F 14 10 10 0 0
6 H 14 10 10 0 0
7 B 1 0 0 1 0
7 D 1 0 0 1 0
7 F 1 0 0 1 0
7 H 1 0 0 1 0

All All 130372 136 127748 3915 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 15.

All (3915) 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)
2:B:983:VAL:HG22 | 2:B:1041:VAL:HG21 1.45 0.98
2:H:885:ILE:HG21 2:H:957:TYR:HA 1.45 0.98
2:H:983:VAL:HG22 | 2:H:1041:VAL:HG21 1.45 0.98
2:B:885:ILE:HG21 2:B:957:TYR:HA 1.45 0.98
2:F:983:VAL:HG22 | 2:F:1041:VAL:HG21 1.45 0.98
2:D:983:VAL:HG22 | 2:D:1041:VAL:HG21 1.45 0.97
2:F:889: TRP:HA 2:F:900:ARG:HB3 1.46 0.97
2:F:885:ILE:HG21 2:F:957:TYR:HA 1.45 0.97
2:B:889: TRP:HA 2:B:900:ARG:HB3 1.46 0.95
2:D:885:1LE:HG21 2:D:957:TYR:HA 1.45 0.95
Continued on next page...
grbB
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:D:889: TRP:HA 2:D:900:ARG:HB3 1.46 0.95
2:H:889: TRP:HA 2:H:900:ARG:HB3 1.46 0.93
2:D:3929:LYS:HE3 2:D:3956:ALA:HB2 1.52 0.92
2:D:1964:MET:-HE3 | 2:D:1985:LEU:HD23 1.52 0.91
2:F:1670:PRO:HG3 2:F:1684:PRO:HB3 1.53 0.91
2:F:1964:MET:-HE3 | 2:F:1985:LEU:HD23 1.52 0.91
2:H:1964:MET:HE3 | 2:H:1985:LEU:HD23 1.52 0.91
2:H:232:GLU:HG2 2:H:253:ALA:HB2 1.52 0.91
2:H:1670:PRO:HG3 2:H:1684:PRO:HB3 1.53 0.91
2:H:3929:LYS:HE3 2:H:3956:ALA:HB2 1.52 0.91
2:B:1670:PRO:HG3 2:B:1684:PRO:HB3 1.53 0.91
2:B:3929:LYS:HE3 2:B:3956:ALA:HB2 1.52 0.90
2:F:3929:LYS:HE3 2:F:3956:ALA:HB2 1.52 0.90
2:F:885:ILE:HG12 2:F:959:MET:HE2 1.54 0.90
2:B:1964:MET:HE3 | 2:B:1985:LEU:HD23 1.52 0.90
2:H:885:1LE:HG12 2:H:959:MET:HE2 1.54 0.90
2:F:232:GLU:HG2 2:F:253:ALA:HB2 1.52 0.90
2:B:3681:MET:HE1 | 2:B:3754:VAL:HG13 1.55 0.89
2:D:1670:PRO:HG3 | 2:D:1684:PRO:HB3 1.53 0.89
2:B:232:GLU:HG2 2:B:253:ALA:HB2 1.52 0.89
2:D:232:GLU:HG2 2:D:253:ALA:HB2 1.52 0.89
2:D:3681:MET:HE1 | 2:D:3754:VAL:HG13 1.55 0.89
2:D:235: THR:HG22 2:D:262:SER:HB3 1.54 0.89
2:B:691:ALA:HB1 2:B:825:LYS:HD2 1.55 0.88
2:F:3681:MET:HE1 | 2:F:3754:VAL:HG13 1.55 0.88
2:B:885:ILE:HG12 2:B:959:MET:HE2 1.54 0.88
2:D:691:ALA:HB1 2:D:825:LYS:HD2 1.55 0.88
2:F:235:THR:HG22 2:F:262:SER:HB3 1.54 0.88
2:H:3681:MET:HE1 | 2:H:3754:VAL:HG13 1.55 0.88
2:D:885:1ILE:HG12 2:D:959:MET:HE2 1.54 0.87
2:B:235: THR:HG22 2:B:262:SER:HB3 1.54 0.87
2:B:2822:ILE:HD13 | 2:B:2865:VAL:HG22 1.58 0.86
2:D:611:ALA:HB2 2:D:1571:LEU:HD12 1.57 0.86
2:H:235:THR:HG22 2:H:262:SER:HB3 1.54 0.86
2:D:2822:ILE:HD13 | 2:D:2865:VAL:HG22 1.58 0.85
2:B:2905:LEU:HD22 | 2:B:2923:MET:HE1 1.58 0.85
2:F:650:VAL:HG23 2:F:658:LYS:HE2 1.57 0.85
2:B:3763:LEU:HD11 | 2:B:3823:ARG:HB2 1.59 0.85
2:F:2905:LEU:HD22 | 2:F:2923:MET:HE1 1.58 0.85
2:F:691:ALA:HB1 2:F:825:LYS:HD2 1.55 0.85
2:H:611:ALA:HB2 2:H:1571:LEU:HD12 1.57 0.85

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:H:2822:ILE:HD13 | 2:H:2865:VAL:HG22 1.58 0.85
2:H:2905:LEU:HD22 | 2:H:2923:MET:HE1 1.58 0.85
2:B:573:LEU:HD22 2:B:607:CYS:HB2 1.59 0.85

2:H:691:ALA:HB1 2:H:825:LYS:HD2 1.55 0.85
2:F:2346:1LE:HD11 2:F:2401:SER:HB2 1.59 0.85
2:F:3681:MET:HE2 | 2:F:3727:LEU:HD11 1.59 0.84
2:H:650:VAL:HG23 2:H:658:LYS:HE2 1.57 0.84
2:D:3763:LEU:HD11 | 2:D:3823:ARG:HB2 1.59 0.84
2:D:2346:1LE:HD11 2:D:2401:SER:HB2 1.59 0.84
2:D:2905:LEU:HD22 | 2:D:2923:MET:HE1 1.58 0.84

2:F:611:ALA:HB2 2:F:1571:LEU:HD12 1.57 0.84
2:F:2822:ILE:HD13 | 2:F:2865:VAL:HG22 1.58 0.84
2:F:3527:-MET:HG3 | 2:F:3618:ARG:HH12 1.43 0.84
2:D:3220:LEU:HD13 | 2:D:3260:LEU:HD23 1.60 0.83
2:B:650:VAL:HG23 2:B:658:LYS:HE2 1.57 0.83
2:H:2346:ILE:HD11 2:H:2401:SER:HB2 1.59 0.83
2:B:3681:MET:HE2 | 2:B:3727:LEU:HD11 1.59 0.83
2:D:650:VAL:HG23 2:D:658:LYS:HE2 1.57 0.83
2:H:3763:LEU:HD11 | 2:H:3823:ARG:HB2 1.59 0.83
2:B:1162: THR:HG22 | 2:B:1167:LEU:HD23 1.61 0.83
2:H:3681:MET:HE2 | 2:H:3727:LEU:HD11 1.59 0.83

2:B:611:ALA:HB2 2:B:1571:LEU:HD12 1.57 0.83
2:F:3763:LEU:HD11 | 2:F:3823:ARG:HB2 1.59 0.83
2:H:573:LEU:HD22 2:H:607:CYS:HB2 1.59 0.83
2:D:1162:THR:HG22 | 2:D:1167:LEU:HD23 1.61 0.83
2:D:3681:MET:HE2 | 2:D:3727:LEU:HD11 1.59 0.83
2:F:573:LEU:HD22 2:F:607:CYS:HB2 1.59 0.83
2:H:3527:-MET:HG3 | 2:H:3618:ARG:HH12 1.43 0.82
2:H:3220:LEU:HD13 | 2:H:3260:LEU:HD23 1.60 0.82
2:B:2346:1LE:HD11 2:B:2401:SER:HB2 1.59 0.82
2:D:573:LEU:HD22 2:D:607:CYS:HB2 1.59 0.82
2:F:3220:LEU:HD13 | 2:F:3260:LEU:HD23 1.60 0.82
2:D:3527:-MET:HG3 | 2:D:3618:ARG:HH12 1.43 0.82
2:H:1162:THR:HG22 | 2:H:1167:LEU:HD23 1.61 0.81
2:F:1162: THR:HG22 | 2:F:1167:LEU:HD23 1.61 0.81
2:B:3220:LEU:HD13 | 2:B:3260:LEU:HD23 1.60 0.81

2:B:3077:VAL:HA 2:B:3080: THR:HG22 1.63 0.81

2:D:3077:VAL:HA 2:D:3080: THR:HG22 1.63 0.81

2:F:3077:VAL:HA 2:F:3080: THR:HG22 1.63 0.81
2:F:3425:TYR:OH 2:H:1219:GLN:NE2 2.15 0.81
2:B:3527:MET:HG3 | 2:B:3618:ARG:HH12 1.43 0.80

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:H:3077:VAL:HA 2:H:3080: THR:HG22 1.63 0.80
2:B:3425:TYR:OH 2:D:1219:GLN:NE2 2.15 0.80
2:D:50:LEU:HD12 2:D:191:VAL:HG12 1.65 0.79
2:D:4555:TYR:HB3 | 2:D:4559:ARG:HH21 1.48 0.79
2:D:3425:TYR:OH 2:F:1219:GLN:NE2 2.15 0.79
2:B:4555:TYR:HB3 | 2:B:4559:ARG:HH21 1.48 0.79
2:F:50:LEU:HD12 2:F:191:VAL:HG12 1.65 0.79
2:F:911:LEU:HD12 2:F:912:PRO:HD2 1.65 0.79
2:B:1219:GLN:NE2 2:H:3425:TYR:OH 2.15 0.78
2:F:4555: TYR:HB3 | 2:F:4559:ARG:HH21 1.48 0.78
2:B:50:LEU:HD12 2:B:191:VAL:HG12 1.65 0.78
2:F:811:GLU:HA 2:F:1007:ILE:HD12 1.66 0.78
2:H:50:LEU:HD12 2:H:191:VAL:HG12 1.65 0.78
2:D:1009:GLN:HE21 | 2:D:1011:LEU:HB2 1.49 0.78
2:F:1009:GLN:HE21 2:F:1011:LEU:HB2 1.49 0.78
2:H:911:LEU:HD12 2:H:912:PRO:HD2 1.65 0.78
2:H:937:ILE:HG12 2:H:1051:ILE:HD12 1.66 0.78
2:D:3898:LEU:HD13 | 2:D:4006:ALA:HB2 1.66 0.77
2:F:3898:LEU:HD13 | 2:F:4006:ALA:HB2 1.66 0.77
2:B:1009:GLN:HE21 | 2:B:1011:LEU:HB2 1.49 0.77
2:D:811:GLU:HA 2:D:1007:ILE:HD12 1.66 0.77
2:H:4555:TYR:HB3 | 2:H:4559:ARG:HH21 1.48 0.77
2:B:937:ILE:HG12 2:B:1051:ILE:HD12 1.66 0.77
2:D:911:LEU:HD12 2:D:912:PRO:HD2 1.65 0.77
2:D:937:ILE:HG12 2:D:1051:ILE:HD12 1.66 0.77
2:F:937:ILE:HG12 2:F:1051:ILE:HD12 1.66 0.77
2:H:3898:LEU:HD13 | 2:H:4006:ALA:HB2 1.66 0.77
2:H:1009:GLN:HE21 | 2:H:1011:LEU:HB2 1.49 0.77
2:D:422:VAL:HG23 2:D:491:ARG:HG3 1.67 0.77
2:B:3898: LEU:HD13 | 2:B:4006:ALA:HB2 1.66 0.77
2:F:422:VAL:HG23 2:F:491:ARG:HG3 1.67 0.77
2:F:1129:GLN:OE1 2:F:1135:SER:OG 2.03 0.77
2:B:1114:LEU:HD11 | 2:B:1190:ILE:HD13 1.67 0.77
2:B:1129:GLN:OE1 2:B:1135:SER:OG 2.03 0.77
2:D:1129:GLN:OE1 2:D:1135:SER:OG 2.03 0.77
2:H:869:ARG:HB2 2:H:927:LEU:HD11 1.67 0.77
2:H:811:GLU:HA 2:H:1007:ILE:HD12 1.66 0.76
2:B:911:LEU:HD12 2:B:912:PRO:HD2 1.65 0.76
2:B:869:ARG:HB2 2:B:927.:LEU:HD11 1.67 0.76
2:D:4496:ARG:NH1 2:D:4525:ASP:0OD1 2.19 0.76
2:F:869:ARG:HB2 2:F:927:LEU:HD11 1.67 0.76
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:H:1114:LEU:HD11 | 2:H:1190:ILE:HD13 1.67 0.76
2:H:4496:ARG:NH1 2:H:4525:ASP:0OD1 2.19 0.76
2:D:1114:LEU:HD11 | 2:D:1190:ILE:HD13 1.67 0.76
2:F:109:ILE:HG21 2:F:152:ILE:HD11 1.68 0.76
2:H:109:ILE:HG21 2:H:152:1LE:HD11 1.68 0.76
2:H:1129:GLN:OFE1 2:H:1135:SER:OG 2.03 0.75
2:D:869:ARG:HB2 2:D:927:LEU:HD11 1.67 0.75
2:B:811:GLU:HA 2:B:1007:ILE:HD12 1.66 0.75
2:B:3385:LEU:HD22 | 2:B:3403:LEU:HD23 1.68 0.75
2:B:422:VAL:HG23 2:B:491:ARG:HG3 1.67 0.75
2:H:422:VAL:HG23 2:H:491:ARG:HG3 1.67 0.75
2:H:924: THR:HG22 2:H:928:LYS:HE3 1.69 0.75
2:B:4496:ARG:NH1 2:B:4525:ASP:0D1 2.19 0.75
2:F:924: THR:HG22 2:F:928:LYS:HE3 1.69 0.75
2:F:1114:LEU:HD11 | 2:F:1190:ILE:HD13 1.67 0.75
2:D:109:ILE:HG21 2:D:152:ILE:HD11 1.68 0.74
2:F:3385:LEU:HD22 | 2:F:3403:LEU:HD23 1.68 0.74
2:F:411:ILE:HD13 2:F:479:GLU:HG3 1.69 0.74
2:H:3019:ASP:OD1 2:H:3019:ASP:N 2.20 0.74
2:D:411:1ILE:HD13 2:D:479:GLU:HG3 1.69 0.74
2:B:109:ILE:HG21 2:B:152:ILE:HD11 1.68 0.74
2:B:296:ALA:HB2 2:B:316: THR:HG22 1.70 0.74
2:D:296:ALA:HB2 2:D:316:THR:HG22 1.70 0.74
2:D:1022:TYR:O 2:D:1030:LYS:NZ 2.20 0.74
2:F:4496:ARG:NH1 2:F:4525:ASP:0OD1 2.19 0.73
2:D:3300: TRP:NE1 2:D:3310:GLU:OE1 2.20 0.73
2:F:178:SER:HB2 2:F:180:ARG:HH11 1.53 0.73
2:H:3385:LEU:HD22 | 2:H:3403:LEU:HD23 1.68 0.73
2:B:411:ILE:HD13 2:B:479:GLU:HG3 1.69 0.73
2:F:3300: TRP:NE1 2:F:3310:GLU:OE1 2.20 0.73
2:B:1624:MET:HE2 2:B:1624:MET:HA 1.70 0.73
2:D:924: THR:HG22 2:D:928:LYS:HE3 1.69 0.73
2:B:924: THR:HG22 2:B:928:LYS:HE3 1.69 0.73
2:B:3300: TRP:NE1 2:B:3310:GLU:OE1 2.20 0.73
2:H:411:.1LE:HD13 2:H:479:GLU:HG3 1.69 0.73
2:H:3204:ALA:HB1 | 2:H:3208:LEU:HD12 1.71 0.73
2:B:1022:TYR:O 2:B:1030:LYS:NZ 2.20 0.73
2:D:1624:MET:HA 2:D:1624:MET:HE2 1.70 0.73
2:H:1022:TYR:O 2:H:1030:LYS:NZ 2.20 0.73
2:D:1105:ARG:NH2 2:D:1182:GLU:O 2.22 0.73
2:H:178:SER:HB2 2:H:180:ARG:HH11 1.53 0.73
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:H:4457:GLU:HG2 | 2:H:4462:MET:HG3 1.70 0.73
2:D:3523:ILE:HG22 | 2:D:3524:PRO:HD3 1.71 0.73
2:D:4457:GLU:HG2 | 2:D:4462:MET:HG3 1.70 0.73
2:D:3385:LEU:HD22 | 2:D:3403:LEU:HD23 1.68 0.72
2:F:296:ALA:HB2 2:F:316:THR:HG22 1.70 0.72
2:H:3300: TRP:NE1 2:H:3310:GLU:OE1 2.20 0.72
2:B:1105:ARG:NH2 2:B:1182:GLU:0O 2.22 0.72
2:B:4739:ASP:0D2 2:H:4710: TYR:OH 2.07 0.72
2:H:1816:ASP:0OD1 2:H:1988:ARG:NH2 2.20 0.72
2:B:3204:ALA:HB1 | 2:B:3208:LEU:HD12 1.71 0.72
2:H:296:ALA:HB2 2:H:316: THR:HG22 1.70 0.72
2:B:297:LEU:HD12 2:B:385:LEU:HD13 1.72 0.72
2:F:289:ILE:O 2:F:412:ARG:NH1 2.23 0.72
2:F:1624:MET:HE2 2:F:1624:MET:HA 1.70 0.72
2:F:3019:ASP:N 2:F:3019:ASP:0OD1 2.20 0.72
2:F:4457:GLU:HG2 | 2:F:4462:MET:HG3 1.70 0.72
2:B:3523:1ILE:HG22 2:B:3524:PRO:HD3 1.71 0.72
2:B:4710: TYR:OH 2:D:4739:ASP:0OD2 2.07 0.72
2:D:178:SER:HB2 2:D:180:ARG:HH11 1.53 0.72
2:F:1105:ARG:NH2 2:F:1182:GLU:O 2.22 0.72
2:D:297:LEU:HD12 2:D:385:LEU:HD13 1.72 0.72
2:H:4530:ASN:ND2 2:H:4563:LEU:O 2.23 0.72
2:B:4457:GLU:HG2 | 2:B:4462:MET:HG3 1.70 0.72
2:F:3523:ILE:HG22 2:F:3524:PRO:HD3 1.71 0.72
2:H:133:LEU:O 2:H:180:ARG:NE 2.23 0.72
2:B:133:LEU:O 2:B:180:ARG:NE 2.23 0.71
2:F:1022:TYR:O 2:F:1030:LYS:NZ 2.20 0.71
2:F:3204:ALA:HB1 | 2:F:3208:LEU:HD12 1.71 0.71
2:D:3109:MET:HE3 | 2:D:3170:ILE:HD11 1.72 0.71
2:H:1624:MET:-HE2 2:H:1624:-MET:HA 1.70 0.71
2:D:4530:ASN:ND2 2:D:4563:LEU:O 2.23 0.71
2:F:297:LEU:HD12 2:F:385:LEU:HD13 1.72 0.71
2:H:3109:MET:HE3 | 2:H:3170:ILE:HD11 1.72 0.71
2:B:178:SER:HB2 2:B:180:ARG:HH11 1.53 0.71
2:H:1105:ARG:NH2 2:H:1182:GLU:O 2.22 0.71
2:B:681:ARG:NH1 2:B:707:ASP:OD1 2.23 0.71
2:D:3204:ALA:HB1 | 2:D:3208:LEU:HD12 1.71 0.71
2:F:646:ILE:HD13 2:F:809:CYS:HB3 1.73 0.71
2:D:4710:TYR:OH 2:F:4739:ASP:0OD2 2.07 0.71
1:A:50:ARG:HD3 1:A:53:LYS:HE3 1.73 0.71
2:H:646:1LE:HD13 2:H:809:CYS:HB3 1.73 0.71
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:B:2047:ILE:HD13 2:B:2065:MET:HE1 1.73 0.71
2:F:4530:ASN:ND2 2:F:4563:LEU:O 2.23 0.71
2:H:3523:ILE:HG22 | 2:H:3524:PRO:HD3 1.71 0.71
2:B:289:ILE:O 2:B:412:ARG:NH1 2.23 0.70
2:F:3109:MET:-HE3 2:F:3170:ILE:HD11 1.72 0.70
2:F:4710: TYR:OH 2:H:4739:ASP:0OD2 2.07 0.70
2:H:650:VAL:HG11 2:H:771:THR:HB 1.73 0.70
2:D:646:1LE:HD13 2:D:809:CYS:HB3 1.73 0.70
2:B:3109:MET:HE3 2:B:3170:ILE:HD11 1.72 0.70
2:F:681:ARG:NH1 2:F:707:ASP:0OD1 2.23 0.70
2:F:2047:ILE:HD13 2:F:2065:MET:HE1 1.73 0.70
2:B:4394:TYR:O 2:B:4398:ASN:ND2 2.24 0.70
2:H:859:VAL:HG21 2:H:932:ALA:HB2 1.73 0.70
2:H:4394: TYR:O 2:H:4398:ASN:ND2 2.24 0.70
2:B:4530:ASN:ND2 2:B:4563:LEU:O 2.23 0.70
2:H:297:LEU:HD12 2:H:385:LEU:HD13 1.72 0.70
2:F:930:LEU:HD21 2:F:986:LEU:HD11 1.73 0.70
2:H:2350:ASP:O 2:H:2354:ASN:ND2 2.24 0.70
2:B:859:VAL:HG21 2:B:932:ALA:HB2 1.73 0.70
2:D:3019:ASP:N 2:D:3019:ASP:OD1 2.20 0.70
2:F:2350:ASP:O 2:F:2354:ASN:ND2 2.24 0.70
2:H:3125:MET:HE3 | 2:H:3129:ILE:HD11 1.74 0.70
2:B:1798:ARG:NH2 2:B:1971:ASP:0OD2 2.24 0.70
2:B:3125:MET:HE3 2:B:3129:ILE:HD11 1.74 0.70
2:F:133:LEU:O 2:F:180:ARG:NE 2.23 0.70
2:D:4394:TYR:O 2:D:4398:ASN:ND2 2.24 0.70
1:E:50:ARG:HD3 1:E:53:LYS:HE3 1.73 0.70
2:F:4394:TYR:O 2:F:4398:ASN:ND2 2.24 0.70
2:B:3019:ASP:OD1 2:B:3019:ASP:N 2.20 0.69
2:D:133:LEU:O 2:D:180:ARG:NE 2.23 0.69
2:F:636:ILE:HD11 2:F:1531:MET:HE2 1.74 0.69
2:H:636:1LE:HD11 2:H:1531:MET:-HE2 1.74 0.69
2:B:646:1LE:HD13 2:B:809:CYS:HB3 1.73 0.69
2:B:650:VAL:HG11 2:B:771:THR:HB 1.73 0.69
2:D:1816:ASP:OD1 2:D:1988:ARG:NH2 2.20 0.69
2:D:3125:-MET:HE3 | 2:D:3129:1LE:HD11 1.74 0.69
2:F:859:VAL:HG21 2:F:932:ALA:HB2 1.73 0.69
2:F:2530:GLU:OE1 2:F:2579:ARG:NH2 2.25 0.69
2:F:3125:MET:HE3 | 2:F:3129:ILE:HD11 1.74 0.69
2:H:2047:ILE:HD13 2:H:2065:MET:HE1 1.73 0.69
1:G:50:ARG:HD3 1:G:53:LYS:HE3 1.73 0.69
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:2350:ASP:O 2:D:2354:ASN:ND2 2.24 0.69
2:D:3094: THR:HG22 2:D:3096:GLU:H 1.57 0.69
2:F:650:VAL:HG11 2:F:771:THR:HB 1.73 0.69
2:F:3094: THR:HG22 2:F:3096:GLU:H 1.57 0.69
2:B:3253:PHE:HB3 2:B:3309:GLU:HG3 1.74 0.69
1:C:50:ARG:HD3 1:C:53:LYS:HE3 1.73 0.69
2:D:650:VAL:HG11 2:D:771:THR:HB 1.73 0.69
2:D:2530:GLU:OE1 | 2:D:2579:ARG:NH2 2.25 0.69
2:D:3253:PHE:HB3 2:D:3309:GLU:HG3 1.74 0.69
2:F:1816:ASP:0OD1 2:F:1988:ARG:NH2 2.20 0.69
2:B:1816:ASP:OD1 2:B:1988: ARG:NH2 2.20 0.69
2:D:636:1ILE:HD11 2:D:1531:MET:HE2 1.74 0.69
2:H:2530:GLU:QOFE1 2:H:2579:ARG:NH2 2.25 0.69
2:H:681:ARG:NH1 2:H:707:ASP:OD1 2.23 0.69
2:H:930:LEU:HD21 2:H:986:LEU:HD11 1.73 0.69
2:B:767:GLU:OE2 2:B:1370: THR:OG1 2.10 0.69
2:B:2530:GLU:OE1 2:B:2579:ARG:NH2 2.25 0.69
2:H:289:ILE:O 2:H:412:ARG:NH1 2.23 0.69
2:H:3253:PHE:HB3 2:H:3309:GLU:HG3 1.74 0.69
2:B:636:1ILE:HD11 2:B:1531:MET:HE2 1.74 0.69
2:B:2350:ASP:0O 2:B:2354:ASN:ND2 2.24 0.69
2:D:930:LEU:HD21 2:D:986:LEU:HD11 1.73 0.69
2:F:613:ARG:NH2 2:F:1571:LEU:O 2.26 0.69
2:B:20:GLU:OE2 2:B:114:SER:OG 2.08 0.68
2:D:859:VAL:HG21 2:D:932:ALA:HB2 1.73 0.68
2:D:289:ILE:O 2:D:412:ARG:NH1 2.23 0.68
2:F:3253:PHE:HB3 2:F:3309:GLU:HG3 1.74 0.68
2:H:958: MET:HB3 2:H:964:LYS:HB2 1.76 0.68
2:F:2465:GLU:HB3 | 2:F:2500:MET:HG3 1.75 0.68
2:D:2047:ILE:HD13 | 2:D:2065:-MET:HE1 1.73 0.68
2:F:958:MET:HB3 2:F:964:LYS:HB2 1.76 0.68
2:F:4835:MET:HE1 2:F:4842:ASP:HB2 1.75 0.68
2:H:3094: THR:HG22 2:H:3096:GLU:H 1.57 0.68
2:D:958:MET:HB3 2:D:964:LYS:HB2 1.76 0.68
2:H:856: THR:HB 2:H:928:LYS:HB3 1.76 0.68
2:B:3094: THR:HG22 2:B:3096:GLU:H 1.57 0.68
2:B:4790:PHE:O 2:B:4796:GLY:HA3 1.94 0.68
2:D:681:ARG:NH1 2:D:707:ASP:0OD1 2.23 0.68
2:B:856: THR:HB 2:B:928:LYS:HB3 1.76 0.68
2:B:930:LEU:HD21 2:B:986:LEU:HD11 1.73 0.68
2:B:958:MET:HB3 2:B:964:LYS:HB2 1.76 0.68
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:D:2465:GLU:HB3 | 2:D:2500:MET:HG3 1.75 0.68
2:F:265:ARG:HB2 2:F:289:ILE:HD11 1.75 0.68
2:F:3572: THR:HG23 | 2:F:3641:GLU:HG3 1.75 0.68
2:H:4835:-MET:HE1 2:H:4842:ASP:HB2 1.75 0.68
2:B:2476:ARG:HG2 | 2:B:2479:MET:HE2 1.76 0.67
2:D:20:GLU:OE2 2:D:114:SER:O0G 2.08 0.67
2:H:2465:GLU:HB3 | 2:H:2500:MET:HG3 1.75 0.67
2:H:2476:ARG:HG2 | 2:H:2479:MET:HE2 1.76 0.67
2:D:3523:ILE:HG13 | 2:D:3527:MET:HE1 1.77 0.67
2:D:3547:LEU:HD23 | 2:D:3618:ARG:HH11 1.60 0.67
2:B:21:VAL:HG12 2:B:206:PRO:HA 1.77 0.67
2:D:4835:-MET:HE1 2:D:4842:ASP:HB2 1.75 0.67
2:B:2482:GLN:OE1 2:B:2485:ARG:NH1 2.28 0.67
2:D:2482:GLN:OE1 | 2:D:2485:ARG:NH1 2.28 0.67
2:F:626:ARG:HH11 2:F:629:LEU:HD11 1.60 0.67
2:F:2540:PHE:HB2 2:F:2567:ILE:HG21 1.77 0.67
2:F:4402:LEU:HD13 | 2:F:4479:VAL:HG23 1.77 0.67
2:H:21:VAL:HG12 2:H:206:PRO:HA 1.77 0.67
2:H:265:ARG:HB2 2:H:289:ILE:HD11 1.75 0.67
2:H:4790:PHE:O 2:H:4796:GLY:HA3 1.94 0.67
2:B:626:ARG:HH11 2:B:629:LEU:HD11 1.60 0.67
2:D:814:LEU:HD13 | 2:D:1024:LEU:HD21 1.76 0.67
2:D:856: THR:HB 2:D:928:LYS:HB3 1.76 0.67
2:D:1399:SER:HB2 | 2:D:1429:ARG:HH21 1.60 0.67
2:F:4790:PHE:O 2:F:4796:GLY:HA3 1.94 0.67
2:H:3572:THR:HG23 | 2:H:3641:GLU:HG3 1.75 0.67
2:H:418:PHE:HB?2 2:H:484:LEU:HD21 1.77 0.67
2:H:2540:PHE:HB2 2:H:2567:ILE:HG21 1.77 0.67
2:B:1399:SER:HB2 | 2:B:1429:ARG:HH21 1.60 0.67
2:D:4402:LEU:HD13 | 2:D:4479:VAL:HG23 1.77 0.67
2:F:814:LEU:HD13 | 2:F:1024:LEU:HD21 1.76 0.67
2:B:3523:ILE:HG13 | 2:B:3527:MET:HE1 1.77 0.67
2:B:4402:LEU:HD13 | 2:B:4479:VAL:HG23 1.77 0.67
2:D:3572:THR:HG23 | 2:D:3641:GLU:HG3 1.75 0.67
1:G:58:LYS:O 1:G:62:GLU:HG2 1.95 0.67
2:B:418:PHE:HB2 2:B:484:LEU:HD21 1.77 0.67
2:D:4790:PHE:O 2:D:4796:GLY:HA3 1.94 0.67
2:F:1798:ARG:NH2 2:F:1971:ASP:OD2 2.24 0.67
2:F:2476:ARG:HG2 2:F:2479:MET:HE2 1.76 0.67
2:B:152:ILE:HG23 2:B:171:LEU:HD23 1.77 0.67
2:B:613:ARG:NH2 2:B:1571:LEU:O 2.26 0.67
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:B:2465:GLU:HB3 | 2:B:2500:MET:HG3 1.75 0.67
2:B:3547:-LEU:HD23 | 2:B:3618:ARG:HH11 1.60 0.67
2:B:3572: THR:HG23 | 2:B:3641:GLU:HG3 1.75 0.67
2:B:4835:MET:HE1 2:B:4842:ASP:HB2 1.75 0.67
2:D:626:ARG:HH11 2:D:629:LEU:HD11 1.60 0.67
2:F:856: THR:HB 2:F:928:LYS:HB3 1.76 0.67
2:F:3547:LEU:HD23 | 2:F:3618:ARG:HH11 1.60 0.67
2:H:876:1LE:HD13 2:H:879:LEU:HD12 1.77 0.67
1:A:58:LYS:O 1:A:62:GLU:HG2 1.95 0.66
2:D:665:1LE:HD12 2:D:741:VAL:HG22 1.77 0.66
2:F:21:VAL:HG12 2:F:206:PRO:HA 1.77 0.66
2:H:20:GLU:OE2 2:H:114:SER:OG 2.08 0.66
2:D:21:VAL:HG12 2:D:206:PRO:HA 1.77 0.66
2:D:2540:PHE:HB2 | 2:D:2567:ILE:HG21 1.77 0.66
2:F:876:1LE:HD13 2:F:879:LEU:HD12 1.77 0.66
2:F:1399:SER:HB2 | 2:F:1429:ARG:HH21 1.60 0.66
2:H:767:GLU:OE2 2:H:1370: THR:OG1 2.10 0.66
2:H:2482:GLN:OFE1 2:H:2485:ARG:NH1 2.28 0.66
2:B:814:LEU:HD13 | 2:B:1024:LEU:HD21 1.76 0.66
1:C:58:LYS:O 1:C:62:GLU:HG2 1.95 0.66
2:F:2482:GLN:OE1 2:F:2485:ARG:NH1 2.28 0.66
2:H:626:ARG:HH11 | 2:H:629:LEU:HD11 1.60 0.66
2:H:1399:SER:HB2 | 2:H:1429:ARG:HH21 1.60 0.66
2:H:1798:ARG:NH2 2:H:1971:ASP:0D2 2.24 0.66
2:B:876:ILE:HD13 2:B:879:LEU:HD12 1.77 0.66
2:D:265:ARG:HB2 2:D:289:ILE:HD11 1.75 0.66
2:D:1798:ARG:NH2 | 2:D:1971:ASP:0OD2 2.24 0.66
2:F:3523:ILE:HG13 2:F:3527:MET:HE1 1.77 0.66
2:H:152:ILE:HG23 2:H:171:LEU:HD23 1.77 0.66
2:B:665:ILE:HD12 2:B:741:VAL:HG22 1.77 0.66
2:D:2476:ARG:HG2 | 2:D:2479:MET:HE2 1.76 0.66
2:F:767:GLU:OE2 2:F:1370: THR:OG1 2.10 0.66
2:H:665:1ILE:HD12 2:H:741:VAL:HG22 1.77 0.66
2:F:1285:-MET:HE2 2:F:1359:PHE:HB2 1.77 0.66
2:H:613:ARG:NH2 2:H:1571:LEU:O 2.26 0.66
2:H:814:LEU:HD13 | 2:H:1024:LEU:HD21 1.76 0.66
2:H:3547:LEU:HD23 | 2:H:3618:ARG:HH11 1.60 0.66
2:B:265:ARG:HB2 2:B:289:ILE:HD11 1.75 0.66
2:D:876:1ILE:HD13 2:D:879:LEU:HD12 1.77 0.66
2:H:1285:-MET:HE2 2:H:1359:PHE:HB2 1.77 0.66
2:B:997:ASP:0OD2 2:B:998:ARG:NH2 2.29 0.66
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:F:665:ILE:HD12 2:F:741:VAL:HG22 1.77 0.66
2:H:4402:LEU:HD13 | 2:H:4479:VAL:HG23 1.77 0.66
2:H:3523:ILE:HG13 | 2:H:3527:MET:HE1 1.77 0.66
2:D:418:PHE:HB2 2:D:484:LEU:HD21 1.77 0.65
2:F:418:PHE:HB2 2:F:484:LEU:HD21 1.77 0.65
2:F:1114:LEU:HG 2:F:1122:VAL:HG11 1.78 0.65
2:F:2215:SER:O 2:F:2219:LYS:HG2 1.97 0.65
2:B:2540:PHE:HB2 2:B:2567:ILE:HG21 1.77 0.65
2:D:767:GLU:OE2 2:D:1370: THR:OG1 2.10 0.65
1:E:58:LYS:O 1:E:62:GLU:HG2 1.95 0.65
2:F:2899:ALA:HA 2:F:2934:LEU:HD21 1.78 0.65
2:D:1114:LEU:HG 2:D:1122:VAL:HG11 1.78 0.65
2:H:2190:ILE:HD11 | 2:H:2277:VAL:HG11 1.79 0.65
2:B:221:GLY:O 2:B:265:ARG:NH1 2.30 0.65
2:H:2899:ALA:HA 2:H:2934:LEU:HD21 1.78 0.65
2:D:2899:ALA:HA 2:D:2934:LEU:HD21 1.78 0.65
2:F:2190:ILE:HD11 | 2:F:2277:VAL:HG11 1.79 0.65
2:H:1114:LEU:HG 2:H:1122:VAL:HG11 1.78 0.65
2:D:421:PHE:HZ 2:D:492:LEU:-HD21 1.62 0.65
2:F:152:1LE:HG23 2:F:171:LEU:HD23 1.77 0.65
2:F:997:ASP:0D2 2:F:998:ARG:NH2 2.29 0.65
2:H:2215:SER:O 2:H:2219:LYS:HG2 1.97 0.65
2:B:421:PHE:HZ 2:B:492:LEU:HD21 1.62 0.65
2:B:1285:MET:HE2 2:B:1359:PHE:HB2 1.77 0.65
2:D:152:ILE:HG23 2:D:171:LEU:HD23 1.77 0.65
2:D:1285:-MET:HE2 2:D:1359:PHE:HB2 1.77 0.65
2:D:4684:PHE:HB2 | 2:D:4735:ARG:HH21 1.62 0.65
2:H:221:GLY:O 2:H:265:ARG:NH1 2.30 0.65
2:F:324:LYS:NZ 2:F:390:HIS:O 2.30 0.65
2:B:2899:ALA:HA 2:B:2934:LEU:HD21 1.78 0.64
2:D:2215:SER:O 2:D:2219:LYS:HG2 1.97 0.64
2:B:268:PRO:HG3 2:B:278:.ILE:HD11 1.80 0.64
2:B:2215:SER:O 2:B:2219:LYS:HG2 1.97 0.64
2:F:20:GLU:OE2 2:F:114:SER:OG 2.08 0.64
2:B:1114:LEU:HG 2:B:1122:VAL:HG11 1.78 0.64
2:B:2028:LEU:HD21 | 2:B:2072:VAL:HG22 1.80 0.64
2:F:4410:ALA:O 2:F:4414:ASN:ND2 2.30 0.64
2:H:324:LYS:NZ 2:H:390:HIS:O 2.30 0.64
2:H:2028:LEU:HD21 | 2:H:2072:VAL:HG22 1.80 0.64
2:B:2190:ILE:HD11 | 2:B:2277:VAL:HG11 1.79 0.64
2:D:705:VAL:HG23 2:D:780:SER:HB3 1.79 0.64
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Atom-1 Atom-2 distance (A) overlap (A)

2:D:4021:GLU:OE1 2:D:4805:HIS:NE2 2.30 0.64
2:F:221:GLY:O 2:F:265:ARG:NH1 2.30 0.64
2:F:3390: TYR:OH 2:F:3445:GLN:NE2 2.26 0.64
2:H:1531:MET:HE3 2:H:1533:ALA:HB2 1.80 0.64
2:B:2853:GLU:OE1 2:B:2853:GLU:N 2.30 0.64
2:D:1069:ASP:HB3 2:D:1240:ARG:HG3 1.80 0.64
2:H:268:PRO:HG3 2:H:278:1LE:HD11 1.80 0.64
2:D:221:GLY:O 2:D:265:ARG:NH1 2.30 0.64
2:D:997:ASP:0OD2 2:D:998:ARG:NH2 2.29 0.64
2:D:2190:ILE:HD11 | 2:D:2277:VAL:HG11 1.79 0.64
2:H:1069:ASP:HB3 2:H:1240:ARG:HG3 1.80 0.64
2:H:1088:TYR:OH 2:H:1090:GLU:OE2 2.16 0.64
2:H:2853:GLU:OFE1 2:H:2853:GLU:N 2.30 0.64
2:D:16:ARG:NH1 2:D:102: THR:OG1 2.31 0.64
2:D:2853:GLU:N 2:D:2853:GLU:OE1 2.30 0.64
2:D:3390: TYR:OH 2:D:3445:GLN:NE2 2.26 0.64
2:F:4684:PHE:HB2 | 2:F:4735:ARG:HH21 1.62 0.64
2:F:4723:1ILE:HD12 2:F:4735:ARG:NH2 2.13 0.64
2:H:421:PHE:HZ 2:H:492:LEU:HD21 1.62 0.64
2:H:705:VAL:HG23 2:H:780:SER:HB3 1.79 0.64
2:H:955:LYS:0O 2:H:958:MET:HG2 1.98 0.64
2:B:4410:ALA:O 2:B:4414:ASN:ND2 2.30 0.64
2:D:1589:LEU:O 2:D:1593:ILE:HG23 1.98 0.64
2:F:1069:ASP:HB3 2:F:1240:ARG:HG3 1.80 0.64
2:D:324:LYS:NZ 2:D:390:HIS:O 2.30 0.63
2:D:2028:LEU:HD21 | 2:D:2072:VAL:HG22 1.80 0.63
2:D:4723:1LE:HD12 | 2:D:4735:ARG:NH2 2.13 0.63
2:F:1625:MET:HE1 2:F:2021:LEU:HG 1.80 0.63
2:F:4021:GLU:OE1 2:F:4805:HIS:NE2 2.30 0.63
2:H:1589:LEU:O 2:H:1593:ILE:HG23 1.98 0.63
2:H:4410:ALA:O 2:H:4414:ASN:ND2 2.30 0.63
2:B:650:VAL:CG1 2:B:771:THR:HB 2.28 0.63
2:B:4723:ILE:HD12 2:B:4735:ARG:NH2 2.13 0.63
2:D:268:PRO:HG3 2:D:278:ILE:HD11 1.80 0.63
2:D:3763:LEU:HD11 2:D:3823:ARG:CB 2.29 0.63
2:F:861:LEU:HD12 2:F:862:PRO:HD2 1.80 0.63
2:B:1069:ASP:HB3 2:B:1240:ARG:HG3 1.80 0.63
2:D:1088: TYR:OH 2:D:1090:GLU:OE2 2.16 0.63
2:F:421:PHE:HZ 2:F:492:LEU:HD21 1.62 0.63
2:F:2028:LEU:HD21 | 2:F:2072:VAL:HG22 1.80 0.63
2:F:2853:GLU:OE1 2:F:2853:GLU:N 2.30 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:2896:GLU:CG 2:F:2947:VAL:HG21 2.29 0.63
2:H:4723:ILE:HD12 | 2:H:4735:ARG:NH?2 2.13 0.63
2:B:4684:PHE:HB2 | 2:B:4735:ARG:HH21 1.62 0.63
2:D:650:VAL:CG1 2:D:771:THR:HB 2.28 0.63
2:D:4039:SER:O 2:D:4043:GLN:HG2 1.99 0.63
2:F:955:LYS:O 2:F:958: MET:HG2 1.98 0.63
2:H:16:ARG:NH1 2:H:102:THR:OG1 2.31 0.63
2:H:4021:GLU:OE1 2:H:4805:HIS:NE2 2.30 0.63
2:H:4039:SER:O 2:H:4043:GLN:HG2 1.99 0.63
2:D:955:LYS:O 2:D:958: MET:HG2 1.98 0.63
2:D:1625:-MET:HE1 2:D:2021:LEU:HG 1.80 0.63
2:F:1088:TYR:OH 2:F:1090:GLU:OE2 2.16 0.63
2:D:4410:ALA:O 2:D:4414:ASN:ND2 2.30 0.63
2:F:268:PRO:HG3 2:F:278:ILE:HD11 1.80 0.63
2:F:1589:LEU:O 2:F:1593:ILE:HG23 1.98 0.63
2:H:861:LEU:HD12 2:H:862:PRO:HD2 1.80 0.63
2:H:997:ASP:0D2 2:H:998:ARG:NH2 2.29 0.63
2:B:324:LYS:NZ 2:B:390:HIS:O 2.30 0.63
2:B:2025:ARG:NH2 2:B:2063:LEU:O 2.32 0.63
2:D:1531:MET:HE3 | 2:D:1533:ALA:HB2 1.80 0.63
2:F:650:VAL:CG1 2:F:771:THR:HB 2.28 0.63
2:B:891:PHE:CE2 2:B:961:ASN:HB2 2.34 0.63
2:B:1589:LEU:O 2:B:1593:1LE:HG23 1.98 0.63
2:B:1625:MET:HE1 2:B:2021:LEU:HG 1.80 0.63
1:C:50:ARG:HB2 1:C:53:LYS:HD2 1.81 0.63
2:F:705:VAL:HG23 2:F:780:SER:HB3 1.79 0.63
2:F:891:PHE:CE2 2:F:961:ASN:HB2 2.34 0.63
2:H:640: THR:OG1 | 2:H:1508:LEU:HD12 1.99 0.63
2:H:2896:GLU:CG | 2:H:2947:VAL:HG21 2.29 0.63
2:B:640: THR:OG1 2:B:1508:LEU:HD12 1.99 0.63
2:B:955:LYS:O 2:B:958:MET:HG2 1.98 0.63
2:H:650:VAL:CG1 2:H:771:THR:HB 2.28 0.63
2:H:891:PHE:CE2 2:H:961:ASN:HB2 2.34 0.63
1:A:24:VAL:HG22 1:A:48:LYS:HG2 1.81 0.62
2:B:653:GLY:O 2:B:850:ILE:HA 1.99 0.62
2:B:1088:TYR:OH 2:B:1090:GLU:OE2 2.16 0.62
2:B:4711:VAL:HG12 | 2:B:4722:GLU:HG3 1.81 0.62
1:E:50:ARG:HB2 1:E:53:LYS:HD2 1.81 0.62
2:H:3783:ASP:N 2:H:3783:ASP:OD1 2.32 0.62
2:D:911:LEU:CD1 2:D:912:PRO:HD2 2.29 0.62
1:E:24:VAL:HG22 1:E:48:LYS:HG2 1.81 0.62
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2:F:16:ARG:NH1 2:F:102:THR:O0G1 2.31 0.62
1:A:50:ARG:HB2 1:A:53:LYS:HD2 1.81 0.62
2:B:1531:MET:HE3 2:B:1533:ALA:HB2 1.80 0.62
2:B:4039:SER:O 2:B:4043:GLN:HG2 1.99 0.62
2:D:640: THR:0G1 2:D:1508:LEU:HD12 1.99 0.62
2:D:891:PHE:CE2 2:D:961:ASN:HB2 2.34 0.62
2:F:1349: THR:OG1 2:F:1351:ASP:OD1 2.17 0.62
2:B:861:LEU:HD12 2:B:862:PRO:HD2 1.80 0.62
2:B:911:LEU:CD1 2:B:912:PRO:HD2 2.29 0.62
1:C:24:VAL:HG22 1:C:48:LYS:HG2 1.81 0.62
2:D:590:LYS:HE3 2:D:1477:SER:HB2 1.82 0.62
2:D:2896:GLU:CG | 2:D:2947:VAL:HG21 2.29 0.62
2:D:3790:PHE:O 2:D:3794:LEU:HG 1.99 0.62
2:F:4039:SER:O 2:F:4043:GLN:HG2 1.99 0.62
2:F:4711:VAL:HG12 | 2:F:4722:GLU:HG3 1.81 0.62
2:H:653:GLY:O 2:H:850:1LE:HA 1.99 0.62
2:B:705:VAL:HG23 2:B:780:SER:HB3 1.79 0.62
2:B:1578: TYR:OH 2:B:1668:SER:HB3 1.99 0.62
2:D:4711:VAL:HG12 | 2:D:4722:GLU:HG3 1.81 0.62
2:D:4817:LEU:HD11 | 2:D:4829:GLU:HB3 1.81 0.62
2:F:640:THR:0G1 2:F:1508:LEU:HD12 1.99 0.62
2:F:1025:LEU:HD11 | 2:F:1029:THR:HG21 1.81 0.62
2:F:1531:MET:HE3 2:F:1533:ALA:HB2 1.80 0.62
2:H:590:LYS:HE3 2:H:1477:SER:HB2 1.82 0.62
2:H:1578:TYR:OH 2:H:1668:SER:HB3 1.99 0.62
2:H:3790:PHE:O 2:H:3794:LEU:HG 1.99 0.62
2:B:50:LEU:CD1 2:B:184:LEU:HD12 2.30 0.62
2:B:4021:GLU:OE1 2:B:4805:HIS:NE2 2.30 0.62
2:D:861:LEU:HD12 2:D:862:PRO:HD2 1.80 0.62
2:F:4817:LEU:HD11 2:F:4829:GLU:HB3 1.81 0.62
2:H:4684:PHE:HB2 | 2:H:4735:ARG:HH21 1.62 0.62
2:B:3790:PHE:O 2:B:3794:LEU:-HG 1.99 0.62
2:D:50:LEU:CD1 2:D:184:LEU:HD12 2.30 0.62
2:D:1578:TYR:OH 2:D:1668:SER:HB3 1.99 0.62
2:F:2025:ARG:NH2 2:F:2063:LEU:O 2.32 0.62
2:F:3790:PHE:O 2:F:3794:LEU:HG 1.99 0.62
1:G:24:VAL:HG22 1:G:48:LYS:HG2 1.81 0.62
1:G:50:ARG:HB2 1:G:53:LYS:HD2 1.81 0.62
2:B:2896:GLU:CG 2:B:2947:VAL:HG21 2.29 0.62
2:D:613:ARG:NH2 2:D:1571:LEU:O 2.26 0.62
2:F:2819:LEU:HD21 2:F:2869:PHE:HZ 1.64 0.62
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Atom-1 Atom-2 distance (A) overlap (A)

2:F:3523:ILE:HG13 2:F:3527:-MET:SD 2.40 0.62
2:F:3763:LEU:HD11 2:F:3823:ARG:CB 2.29 0.62
2:H:1025:LEU:HD11 | 2:H:1029:THR:HG21 1.81 0.62
2:B:16:ARG:NH1 2:B:102: THR:OG1 2.31 0.62
2:D:2025:ARG:NH2 2:D:2063:LEU:O 2.32 0.62
2:D:2556:LEU:HA 2:D:2559:MET:HE2 1.82 0.62
2:F:1075:ARG:HD2 2:F:1078: TRP:CH2 2.35 0.62
2:H:2025:ARG:NH2 2:H:2063:LEU:O 2.32 0.62
2:H:1625:-MET:HE1 2:H:2021:LEU:HG 1.80 0.62
2:H:2556:LEU:HA 2:H:2559:MET:-HE2 1.82 0.62
2:H:3523:ILE:HG13 2:H:3527:-MET:SD 2.40 0.62
2:B:590:LYS:HE3 2:B:1477:SER:HB2 1.82 0.61
2:D:653:GLY:O 2:D:850:1ILE:HA 1.99 0.61
2:D:891:PHE:HB3 2:D:959:MET:HB3 1.82 0.61
2:F:489:1LE:HG22 2:F:548:LYS:HZ3 1.65 0.61
2:D:2819:LEU:HD21 2:D:2869:PHE:HZ 1.64 0.61
2:D:3310:GLU:OE2 2:D:3358:SER:OG 2.13 0.61
2:F:590:LYS:HE3 2:F:1477:SER:HB2 1.82 0.61
2:F:891:PHE:HB3 2:F:959:MET:HB3 1.82 0.61
2:H:1340:PRO:HB2 | 2:H:1396:VAL:HG11 1.82 0.61
2:B:489:ILE:HG22 2:B:548:LYS:HZ3 1.65 0.61
2:D:3523:ILE:HG13 2:D:3527:MET:SD 2.40 0.61
2:F:653:GLY:O 2:F:850:ILE:HA 1.99 0.61
2:H:4711:VAL:HG12 | 2:H:4722:GLU:HG3 1.81 0.61
2:B:1025:LEU:HD11 | 2:B:1029:THR:HG21 1.81 0.61
2:B:2556:LEU:HA 2:B:2559:MET:HE2 1.82 0.61
2:B:2819:LEU:HD21 2:B:2869:PHE:HZ 1.64 0.61
2:D:1247:-VAL:HG21 | 2:D:1254:1ILE:HD11 1.83 0.61
2:F:1340:PRO:HB2 | 2:F:1396:VAL:HG11 1.82 0.61
2:H:50:LEU:CD1 2:H:184:LEU:HD12 2.30 0.61
2:H:4817:LEU:HD11 | 2:H:4829:GLU:HB3 1.81 0.61
2:D:1025:LEU:HD11 | 2:D:1029: THR:HG21 1.81 0.61
2:F:911:LEU:CD1 2:F:912:PRO:HD2 2.29 0.61
2:H:1075:ARG:HD2 | 2:H:1078:TRP:CH2 2.35 0.61
2:D:2896:GLU:OE2 2:D:2944:SER:OG 2.18 0.61
2:F:1247:-VAL:HG21 | 2:F:1254:ILE:HD11 1.83 0.61
2:F:1578:TYR:OH 2:F:1668:SER:HB3 1.99 0.61
2:F:2934:LEU:O 2:F:3005:HIS:NE2 2.26 0.61
2:B:3910:LEU:HD21 | 2:B:3941:GLN:OE1 2.01 0.61
2:B:4758:ILE:HD12 2:D:4749:1LE:HD11 1.83 0.61
2:B:4817.:LEU:HD11 | 2:B:4829:GLU:HB3 1.81 0.61
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2:D:890:THR:O 2:D:901:GLN:HA 2.01 0.61
2:F:2556:LEU:HA 2:F:2559:MET:HE2 1.82 0.61
2:H:1247:VAL:HG21 | 2:H:1254:ILE:HD11 1.83 0.61
2:D:1075:ARG:HD2 | 2:D:1078: TRP:CH2 2.35 0.61
2:D:3973:GLU:HB2 2:D:3974:PRO:HD3 1.83 0.61
2:F:50:LEU:CD1 2:F:184:LEU:HD12 2.30 0.61
2:H:3910:LEU:HD21 | 2:H:3941:GLN:OE1 2.01 0.61
2:B:647:PHE:CE1 2:B:844:LEU:HD13 2.36 0.61
2:B:1075:ARG:HD2 2:B:1078: TRP:CH2 2.35 0.61
2:B:1247:VAL:HG21 | 2:B:1254:1LE:HD11 1.83 0.60
2:B:4749:.1LE:HD11 2:H:4758:ILE:HD12 1.83 0.60
2:F:890: THR:O 2:F:901:GLN:HA 2.01 0.60
2:B:890:THR:O 2:B:901:GLN:HA 2.01 0.60
2:B:3523:1ILE:HG13 2:B:3527:MET:SD 2.40 0.60
2:D:954:PRO:HG2 2:D:956:ASN:OD1 2.01 0.60
2:H:489:1LE:HG22 2:H:548:LYS:HZ3 1.65 0.60
2:H:911:LEU:CD1 2:H:912:PRO:HD2 2.29 0.60
2:H:2835:HIS:O 2:H:2839:ILE:HG23 2.01 0.60
2:H:3763:LEU:HD11 2:H:3823:ARG:CB 2.29 0.60
2:B:3356:GLN:NE2 | 2:B:3461:LEU:HD23 2.17 0.60
2:D:647:PHE:CE1 2:D:844:LEU:HD13 2.36 0.60
2:D:836:ASP:0OD1 2:D:1200:ARG:NE 2.31 0.60
2:H:3613:ALA:HA 2:H:3616:HIS:CD2 2.37 0.60
2:B:1340:PRO:HB2 | 2:B:1396:VAL:HG11 1.82 0.60
2:D:235: THR:HG22 2:D:262:SER:CB 2.31 0.60
2:D:2835:HIS:O 2:D:2839:1LE:HG23 2.01 0.60
2:F:3902:ASP:0OD1 2:F:3906:LYS:HE3 2.02 0.60
2:H:890:THR:O 2:H:901:GLN:HA 2.01 0.60
2:H:2819:LEU:HD21 2:H:2869:PHE:HZ 1.64 0.60
2:H:3356:GLN:NE2 | 2:H:3461:LEU:HD23 2.17 0.60
2:B:1349: THR:0OG1 2:B:1351:ASP:OD1 2.17 0.60
2:B:1534:LEU:HD22 | 2:B:1548:LEU:HD11 1.83 0.60
2:B:3902:ASP:0OD1 2:B:3906:LYS:HE3 2.02 0.60
2:D:319:SER:HB3 2:D:358.1LE:HD11 1.84 0.60
2:D:1349: THR:0G1 2:D:1351:ASP:OD1 2.17 0.60
2:D:3613:ALA:HA 2:D:3616:HIS:CD2 2.37 0.60
2:D:3910:LEU:HD21 | 2:D:3941:GLN:OE1 2.01 0.60
2:F:3613:ALA:HA 2:F:3616:HIS:CD2 2.37 0.60
2:B:319:SER:HB3 2:B:358:ILE:HD11 1.84 0.60
2:B:1003: TRP:CE3 2:B:1016:ASN:HB2 2.37 0.60
2:B:2162:VAL:HG21 | 2:B:2198:PHE:CE2 2.37 0.60
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2:B:3973:GLU:HB2 2:B:3974:PRO:HD3 1.83 0.60
2:D:489:1LE:HG22 2:D:548:1LYS:HZ3 1.65 0.60
2:D:2381:HIS:O 2:D:2385:VAL:HG22 2.01 0.60
2:D:3356:GLN:NE2 | 2:D:3461:LEU:HD23 2.17 0.60
2:D:3902:ASP:0OD1 2:D:3906:LYS:HE3 2.02 0.60
2:F:647:PHE:CE1 2:F:844:LEU:HD13 2.36 0.60
2:F:954:PRO:HG2 2:F:956:ASN:OD1 2.01 0.60
2:F:3910:LEU:HD21 | 2:F:3941:GLN:OE1 2.01 0.60
2:B:2381:HIS:O 2:B:2385:VAL:HG22 2.01 0.60
2:D:1340:PRO:HB2 | 2:D:1396:VAL:HG11 1.82 0.60
2:H:1534:LEU:HD22 | 2:H:1548:LEU:HD11 1.83 0.60
2:H:3545:ASP:O 2:H:3549:GLN:HG3 2.02 0.60
2:H:4514:GLN:OFE1 2:H:4526:ARG:NH2 2.35 0.60
2:B:954:PRO:HG2 2:B:956:ASN:OD1 2.01 0.60
2:B:2823:LEU:HD21 | 2:B:2901:LEU:HB2 1.84 0.60
2:B:3613:ALA:HA 2:B:3616:HIS:CD2 2.37 0.60
2:D:1003: TRP:CE3 2:D:1016:ASN:HB2 2.37 0.60
2:D:2004:TYR:CD2 | 2:D:2059:LEU:HD13 2.37 0.60
2:F:1213:TYR:OH 2:F:1222:PHE:O 2.12 0.60
2:F:2162:VAL:HG21 2:F:2198:PHE:CE2 2.37 0.60
2:F:2896:GLU:HG3 | 2:F:2947:VAL:HG21 1.84 0.60
2:H:821:LEU:HD11 2:H:1521: TRP:HB3 1.84 0.60
2:B:280:TRP:N 2:B:345:GLU:OE1 2.26 0.60
2:B:2896:GLU:HG3 | 2:B:2947:VAL:HG21 1.84 0.60
2:D:3808:ILE:HG21 | 2:D:3819:LEU:HD12 1.84 0.60
2:F:4758:1LE:HD12 2:H:4749:ILE:HD11 1.83 0.60
2:H:1415:VAL:HG22 2:H:1422:LEU:HG 1.83 0.60
2:B:891:PHE:HB3 2:B:959:MET:HB3 1.82 0.59
2:D:1534:LEU:HD22 | 2:D:1548:LEU:HD11 1.83 0.59
2:F:1415:VAL:HG22 2:F:1422:LEU:HG 1.83 0.59
2:F:1534:LEU:HD22 | 2:F:1548:LEU:HD11 1.83 0.59
2:F:2835:HIS:O 2:F:2839:ILE:HG23 2.01 0.59
2:F:3356:GLN:NE2 | 2:F:3461:LEU:HD23 2.17 0.59
2:B:3545:ASP:0O 2:B:3549:GLN:HG3 2.02 0.59
2:B:3808:ILE:HG21 | 2:B:3819:LEU:HD12 1.84 0.59
2:D:3576:SER:O 2:D:3580:LYS:HG2 2.03 0.59
2:F:3576:SER:O 2:F:3580:LYS:HG2 2.03 0.59
2:H:891:PHE:HB3 2:H:959:MET:HB3 1.82 0.59
2:D:895:ARG:HB3 2:D:903:PRO:HD3 1.85 0.59
2:D:4077:CYS:O 2:D:4081:1ILE:HG13 2.02 0.59
2:D:4514:GLN:OE1 | 2:D:4526:ARG:NH2 2.35 0.59
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2:F:2381:HIS:O 2:F:2385:VAL:HG22 2.01 0.59
2:F:3973:GLU:HB2 2:F:3974:PRO:HD3 1.83 0.59
2:F:4514:GLN:OE1 2:F:4526:ARG:NH2 2.35 0.59
2:H:2896:GLU:HG3 | 2:H:2947:VAL:HG21 1.84 0.59
2:H:3808:ILE:HG21 | 2:H:3819:LEU:HD12 1.84 0.59
2:H:3973:GLU:HB2 2:H:3974:PRO:HD3 1.83 0.59
2:B:2248.1LE:HG12 2:B:2284:-MET:HE2 1.84 0.59
2:B:3763:LEU:HD11 2:B:3823:ARG:CB 2.29 0.59
2:B:4514:GLN:OE1 2:B:4526:ARG:NH2 2.35 0.59
2:D:2162:VAL:HG21 | 2:D:2198:PHE:CE2 2.37 0.59
2:D:2896:GLU:HG3 | 2:D:2947:VAL:HG21 1.84 0.59
2:H:647:PHE:CE1 2:H:844:LEU:HD13 2.36 0.59
2:H:2162:VAL:HG21 | 2:H:2198:PHE:CE2 2.37 0.59
2:H:2381:HIS:O 2:H:2385:VAL:HG22 2.01 0.59
2:B:981:VAL:O 2:B:985:LYS:HG2 2.02 0.59
2:F:869:ARG:NH1 2:F:870:ASP:0OD1 2.36 0.59
2:F:1846:ASN:HA 2:F:1849:MET:HE2 1.84 0.59
2:F:3808:ILE:HG21 | 2:F:3819:LEU:HD12 1.84 0.59
2:H:1003: TRP:CE3 2:H:1016:ASN:HB2 2.37 0.59
2:H:2248:ILE:HG12 2:H:2284:MET:-HE2 1.84 0.59
2:H:3576:SER:O 2:H:3580:LYS:HG2 2.03 0.59
2:B:869:ARG:NH1 2:B:870:ASP:OD1 2.36 0.59
2:B:1213:TYR:OH 2:B:1222:PHE:O 2.12 0.59
2:B:2934:LEU:O 2:B:3005:HIS:NE2 2.26 0.59
2:F:821:LEU:HD11 2:F:1521: TRP:HB3 1.84 0.59
2:H:954:PRO:HG2 2:H:956:ASN:OD1 2.01 0.59
2:H:981:VAL:O 2:H:985:LYS:HG2 2.02 0.59
2:B:895:ARG:HB3 2:B:903:PRO:HD3 1.85 0.59
2:B:3383:ILE:O 2:B:3387:LYS:HG3 2.03 0.59
2:D:1415:VAL:HG22 2:D:1422:LEU:HG 1.83 0.59
2:D:2823:LEU:HD21 | 2:D:2901:LEU:HB2 1.84 0.59
2:D:4511:ILE:HD13 2:D:4560:ILE:HD12 1.85 0.59
2:F:319:SER:HB3 2:F:358:ILE:HD11 1.84 0.59
2:F:2004:TYR:CD2 | 2:F:2059:LEU:HD13 2.37 0.59
2:B:2004:TYR:CD2 | 2:B:2059:LEU:HD13 2.37 0.59
2:B:2835:HIS:O 2:B:2839:ILE:HG23 2.01 0.59
2:D:1846:ASN:HA 2:D:1849:MET:HE2 1.84 0.59
2:D:4758:ILE:HD12 2:F:4749.1LE:HD11 1.83 0.59
2:F:895:ARG:HB3 2:F:903:PRO:HD3 1.85 0.59
2:F:4077:CYS:O 2:F:4081:ILE:HG13 2.02 0.59
2:H:1694:LYS:O 2:H:1698:MET:HG3 2.03 0.59
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2:H:2823:LEU:HD21 | 2:H:2901:LEU:HB2 1.84 0.59
2:H:3383:ILE:O 2:H:3387:LYS:HG3 2.03 0.59
2:B:1415:VAL:HG22 2:B:1422:LEU:-HG 1.83 0.59
2:B:4077:CYS:O 2:B:4081:1ILE:HG13 2.02 0.59
2:F:1003: TRP:CE3 2:F:1016:ASN:HB2 2.37 0.59
2:H:319:SER:HB3 2:H:358:ILE:HD11 1.84 0.59
2:H:2004:TYR:CD2 | 2:H:2059:LEU:HD13 2.37 0.59
2:H:4077:CYS:0O 2:H:4081:ILE:HG13 2.02 0.59
2:B:167:ILE:HD13 2:B:206:PRO:HG3 1.85 0.59
2:B:821:LEU:HD11 2:B:1521: TRP:HB3 1.84 0.59
2:B:1694:LYS:O 2:B:1698:MET:HG3 2.03 0.59
2:B:3390: TYR:OH 2:B:3445:GLN:NE2 2.26 0.59
2:D:1213:TYR:OH 2:D:1222:PHE:O 2.12 0.59
2:H:869:ARG:NH1 2:H:870:ASP:OD1 2.36 0.59
2:H:1803:VAL:O 2:H:1807:-MET:HG2 2.03 0.59
2:H:3225:VAL:HG12 | 2:H:3299:LEU:HD11 1.85 0.59
2:H:3902:ASP:0OD1 2:H:3906:LYS:HE3 2.02 0.59
2:H:4041:ARG:O 2:H:4045:GLU:HG2 2.03 0.59
2:B:1846:ASN:HA 2:B:1849:MET:HE2 1.84 0.58
2:B:3275:ARG:HG3 | 2:B:3370:ILE:HD11 1.85 0.58
2:D:981:VAL:O 2:D:985:LYS:HG2 2.02 0.58
2:D:2068:THR:O 2:D:2072:VAL:HG23 2.03 0.58
2:F:2488:VAL:HG21 | 2:F:2535:LEU:HD11 1.84 0.58
2:F:3023:SER:O 2:F:3027:ILE:HG13 2.03 0.58
2:H:895:ARG:HB3 2:H:903:PRO:HD3 1.85 0.58
2:H:4511:ILE:HD13 2:H:4560:ILE:HD12 1.85 0.58
2:B:1341:SER:O 2:B:1391:TRP:NE1 2.35 0.58
2:D:1694:LYS:0 2:D:1698:MET:HG3 2.03 0.58
2:D:3221:LYS:HD2 2:D:3295:GLU:OE1 2.03 0.58
2:D:3637:PRO:O 2:D:3641:GLU:HG2 2.03 0.58
2:D:4041:ARG:O 2:D:4045:GLU:HG2 2.03 0.58
2:H:1846:ASN:HA 2:H:1849:MET:HE?2 1.84 0.58
2:B:3018:GLY:O 2:B:3022:ILE:HG13 2.03 0.58
2:B:4041:ARG:O 2:B:4045:GLU:HG2 2.03 0.58
2:D:869:ARG:NH1 2:D:870:ASP:0OD1 2.36 0.58
2:D:3253:PHE:CB 2:D:3309:GLU:HG3 2.34 0.58
2:D:3383:ILE:O 2:D:3387:LYS:HG3 2.03 0.58
2:F:3545:ASP:O 2:F:3549:GLN:HG3 2.02 0.58
2:F:3637:PRO:O 2:F:3641:GLU:HG2 2.03 0.58
2:H:2068: THR:O 2:H:2072:VAL:HG23 2.03 0.58
2:H:3677:LEU:O 2:H:3681:MET:HG3 2.03 0.58
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2:D:646:1LE:HG23 2:D:812:ALA:HB3 1.84 0.58
2:D:2488:VAL:HG21 | 2:D:2535:LEU:HD11 1.84 0.58
2:D:3225:VAL:HG12 | 2:D:3299:LEU:HD11 1.85 0.58
2:D:3545:ASP:0O 2:D:3549:GLN:HG3 2.02 0.58
2:F:3221:LYS:HD2 2:F:3295:GLU:OE1 2.03 0.58
2:F:3225:VAL:HG12 | 2:F:3299:LEU:HD11 1.85 0.58
2:H:3390: TYR:OH 2:H:3445:GLN:NE2 2.26 0.58
2:D:1803:VAL:O 2:D:1807:-MET:HG2 2.03 0.58
2:F:167:ILE:HD13 2:F:206:PRO:HG3 1.85 0.58
2:F:280: TRP:N 2:F:345:GLU:OE1 2.26 0.58
2:F:981:VAL:O 2:F:985:LYS:HG2 2.02 0.58
2:F:1694:LYS:O 2:F:1698:-MET:HG3 2.03 0.58
2:F:2068:THR:O 2:F:2072:VAL:HG23 2.03 0.58
2:F:3662:LEU:HD21 | 2:F:3737:ASP:HB3 1.86 0.58
2:H:3023:SER:O 2:H:3027:ILE:HG13 2.03 0.58
2:B:2068:THR:O 2:B:2072:VAL:HG23 2.03 0.58
2:B:2488:VAL:HG21 | 2:B:2535:LEU:HD11 1.84 0.58
2:B:3016:LEU:O 2:B:3017:LEU:HD23 2.04 0.58
2:B:3023:SER:O 2:B:3027:ILE:HG13 2.03 0.58
2:B:3576:SER:O 2:B:3580:LYS:HG2 2.03 0.58
2:D:859:VAL:CG1 2:D:931:LEU:HB2 2.33 0.58
2:D:2398:ASP:0O 2:D:2454:ARG:NH1 2.37 0.58
2:D:3023:SER:O 2:D:3027:ILE:HG13 2.03 0.58
2:F:3016:LEU:O 2:F:3017:LEU:HD23 2.04 0.58
2:F:3253:PHE:CB 2:F:3309:GLU:HG3 2.34 0.58
2:H:646:1LE:HG23 2:H:812:ALA:HB3 1.84 0.58
2:H:3297:PHE:CD2 | 2:H:3364:LEU:HD22 2.39 0.58
2:B:1803:VAL:O 2:B:1807:MET:HG2 2.03 0.58
2:B:2398:ASP:0O 2:B:2454:ARG:NH1 2.37 0.58
2:D:1975:ASP:0O 2:D:1979:VAL:HG23 2.04 0.58
2:D:2248:ILE:HG12 | 2:D:2284:MET:HE2 1.84 0.58
2:F:836:ASP:0OD1 2:F:1200:ARG:NE 2.31 0.58
2:F:859:VAL:CG1 2:F:931:LEU:HB2 2.33 0.58
2:H:836:ASP:OD1 2:H:1200:ARG:NE 2.31 0.58
2:B:3225:VAL:HG12 | 2:B:3299:LEU:HD11 1.85 0.58
2:B:3637:PRO:O 2:B:3641:GLU:HG2 2.03 0.58
2:B:3677:LEU:O 2:B:3681:MET:HG3 2.03 0.58
2:B:4511:1ILE:HD13 2:B:4560:ILE:HD12 1.85 0.58
2:F:235:THR:HG22 2:F:262:SER:CB 2.31 0.58
2:F:646:1LE:HG23 2:F:812:ALA:HB3 1.84 0.58
2:F:2823:LEU:HD21 | 2:F:2901:LEU:HB2 1.84 0.58
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2:F:3677:LEU:O 2:F:3681:MET:HG3 2.03 0.58
2:F:4041:ARG:O 2:F:4045:GLU:HG2 2.03 0.58
2:H:2934:LEU:O 2:H:3005:HIS:NE2 2.26 0.58
2:H:3016:LEU:O 2:H:3017:LEU:HD23 2.04 0.58
2:H:3662:LEU:HD21 | 2:H:3737:ASP:HB3 1.86 0.58
2:B:3221:LYS:HD2 2:B:3295:GLU:OE1 2.03 0.58
2:D:821:LEU:HD11 2:D:1521:TRP:HB3 1.84 0.58
2:D:885:1LE:HD13 2:D:957: TYR:HB3 1.86 0.58
2:D:4532:PRO:HD?2 2:D:4594:ASP:0D2 2.04 0.58
2:F:885:ILE:HD13 2:F:957:TYR:HBS3 1.86 0.58
2:F:1803:VAL:O 2:F:1807:-MET:HG2 2.03 0.58
2:F:2248:ILE:HG12 | 2:F:2284:MET:HE2 1.84 0.58
2:F:3197:ALA:O 2:F:3201:ILE:HG13 2.04 0.58
2:F:4532:PRO:HD2 2:F:4594:ASP:0OD2 2.04 0.58
2:H:3637:PRO:O 2:H:3641:GLU:HG2 2.03 0.58
2:B:3272:ASP:OD1 2:B:3366:LYS:HD3 2.04 0.58
2:D:3016:LEU:O 2:D:3017:LEU:HD23 2.04 0.58
2:D:3929:LYS:HE3 2:D:3956:ALA:CB 2.31 0.58
2:F:243:ASP:O 2:F:246:HIS:ND1 2.37 0.58
2:F:1975:ASP:O 2:F:1979:VAL:HG23 2.04 0.58
2:F:2896:GLU:OE2 2:F:2944:SER:OG 2.18 0.58
2:F:3002:ILE:O 2:F:3006:VAL:HG13 2.04 0.58
2:F:3018:GLY:O 2:F:3022:ILE:HG13 2.03 0.58
2:F:3383:ILE:O 2:F:3387:LYS:HG3 2.03 0.58
2:H:167:ILE:HD13 2:H:206:PRO:HG3 1.85 0.58
2:H:243:ASP:0O 2:H:246:HIS:ND1 2.37 0.58
2:H:859:VAL:CG1 2:H:931:LEU:HB2 2.33 0.58
2:H:1254:ILE:HG21 2:H:1286:ILE:HD13 1.86 0.58
2:H:2398:ASP:0O 2:H:2454:ARG:NH1 2.37 0.58
2:H:2561:LEU:HB3 2:H:2562:PRO:HD3 1.86 0.58
2:H:3002:ILE:O 2:H:3006:VAL:HG13 2.04 0.58
2:H:3182:LEU:HD11 | 2:H:3220:LEU:HD21 1.86 0.58
2:H:3221:LYS:HD2 2:H:3295:GLU:OFE1 2.03 0.58
2:H:3708:GLY:O 2:H:3712:LYS:HG2 2.04 0.58
2:B:859:VAL:CG1 2:B:931:LEU:HB2 2.33 0.57
2:B:3297:PHE:CD2 | 2:B:3364:LEU:HD22 2.39 0.57
2:D:3018:GLY:O 2:D:3022:1LE:HG13 2.03 0.57
2:D:3297:PHE:CD2 | 2:D:3364:LEU:HD22 2.39 0.57
2:D:3708:GLY:O 2:D:3712:LYS:HG2 2.04 0.57
2:F:1270:LYS:HE3 2:F:1335:PHE:HE2 1.69 0.57
2:F:1341:SER:O 2:F:1391:TRP:NE1 2.35 0.57
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2:F:3297:PHE:CD2 | 2:F:3364:LEU:HD22 2.39 0.57
2:H:243:ASP:0OD1 2:H:243:ASP:N 2.37 0.57
2:H:248R8:VAL:HG21 | 2:H:2535:LEU:HD11 1.84 0.57
2:B:243:ASP:N 2:B:243:ASP:OD1 2.37 0.57
2:B:662:PHE:HB3 2:B:809:CYS:SG 2.44 0.57
2:B:3253:PHE:CB 2:B:3309:GLU:HG3 2.34 0.57
2:B:3708:GLY:O 2:B:3712:LYS:HG2 2.04 0.57
2:B:3929:LYS:HE3 2:B:3956:ALA:CB 2.31 0.57
2:D:3190:MET:HB3 2:D:3262:ALA:CB 2.34 0.57
2:F:235:THR:HG21 2:F:256:ALA:HB1 1.87 0.57
2:F:889:TRP:HA 2:F:900:ARG:CB 2.30 0.57
2:F:1586:LEU:HD21 | 2:F:1686:ILE:HG13 1.86 0.57
2:F:3182:LEU:HD11 | 2:F:3220:LEU:HD21 1.86 0.57
2:F:4511:1LE:HD13 2:F:4560:1ILE:HD12 1.85 0.57
2:F:4755:GLN:O 2:F:4759:ILE:HG12 2.05 0.57
2:H:3018:GLY:O 2:H:3022:ILE:HG13 2.03 0.57
2:B:4532:PRO:HD2 2:B:4594:ASP:0D2 2.04 0.57
2:D:662:PHE:HB3 2:D:809:CYS:SG 2.44 0.57
2:D:1270:LYS:HE3 2:D:1335:PHE:HE2 1.69 0.57
2:D:3197:ALA:O 2:D:3201:1ILE:HG13 2.04 0.57
2:F:2337:LEU:HB3 | 2:F:2397:LEU:HD11 1.86 0.57
2:F:2561:LEU:HB3 2:F:2562:PRO:HD3 1.86 0.57
2:F:3502:LEU:O 2:F:3506:GLN:HG3 2.05 0.57
2:B:1026:ASP:O 2:B:1030:LYS:HG3 2.05 0.57
2:B:3190:MET:HB3 2:B:3262:ALA:CB 2.34 0.57
2:B:3197:ALA:O 2:B:3201:1ILE:HG13 2.04 0.57
2:B:3662:LEU:HD21 | 2:B:3737:ASP:HB3 1.86 0.57
2:D:167:ILE:HD13 2:D:206:PRO:HG3 1.85 0.57
2:D:243:ASP:0O 2:D:246:HIS:ND1 2.37 0.57
2:D:1555:MET:CE 2:D:1601:LEU:HD12 2.35 0.57
2:D:2561:LEU:HB3 2:D:2562:PRO:HD3 1.86 0.57
2:D:3275:ARG:HG3 | 2:D:3370:ILE:HD11 1.85 0.57
2:F:243:ASP:OD1 2:F:243:ASP:N 2.37 0.57
2:F:1416:ASP:O 2:F:1420:GLY:N 2.38 0.57
2:H:662:PHE:HB3 2:H:809:CYS:SG 2.44 0.57
2:D:1026:ASP:0O 2:D:1030:LYS:HG3 2.05 0.57
2:D:3002:ILE:O 2:D:3006:VAL:HG13 2.04 0.57
2:D:3677:LEU:O 2:D:3681:MET:HG3 2.03 0.57
2:D:4525:ASP:O 2:D:4528:VAL:HG12 2.05 0.57
2:D:4755:GLN:O 2:D:4759:ILE:HG12 2.05 0.57
2:F:3190:MET:HB3 2:F:3262:ALA:CB 2.34 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:235:THR:HG21 2:H:256:ALA:HB1 1.87 0.57
2:H:280: TRP:N 2:H:345:GLU:OE1 2.26 0.57
2:H:1026:ASP:O 2:H:1030:LYS:HG3 2.05 0.57
2:H:1349: THR:OG1 2:H:1351:ASP:OD1 2.17 0.57
2:H:3253:PHE:CB 2:H:3309:GLU:HG3 2.34 0.57
2:B:235: THR:HG22 2:B:262:SER:CB 2.31 0.57
2:B:243:ASP:0O 2:B:246:HIS:ND1 2.37 0.57
2:B:646:ILE:HG23 2:B:812:ALA:HB3 1.84 0.57
2:B:1270:LYS:HE3 2:B:1335:PHE:HE2 1.69 0.57
2:B:2337:LEU:HB3 | 2:B:2397:LEU:HD11 1.86 0.57
2:B:4505:GLU:O 2:B:4550:LYS:NZ 2.34 0.57
2:D:79:LEU:O 2:D:83:LEU:HG 2.05 0.57
2:D:1416:ASP:O 2:D:1420:GLY:N 2.38 0.57
2:D:3662:LEU:HD21 | 2:D:3737:ASP:HB3 1.86 0.57
2:D:3783:ASP:0OD1 2:D:3783:ASP:N 2.32 0.57
2:F:2398:ASP:O 2:F:2454:ARG:NH1 2.37 0.57
2:H:930:LEU:HD23 2:H:986:LEU:HD21 1.87 0.57
2:H:1270:LYS:HE3 2:H:1335:PHE:HE2 1.69 0.57
2:H:1975:ASP:O 2:H:1979:VAL:HG23 2.04 0.57
2:H:2337:LEU:HB3 | 2:H:2397:LEU:HD11 1.86 0.57
2:H:3275:ARG:HG3 | 2:H:3370:ILE:HD11 1.85 0.57
2:H:4532:PRO:HD2 2:H:4594:ASP:OD2 2.04 0.57
2:B:590:LYS:NZ 2:B:1478:GLU:OE2 2.38 0.57
2:B:1254:1LE:HG21 2:B:1286:1ILE:HD13 1.86 0.57
2:B:1975:ASP:0O 2:B:1979:VAL:HG23 2.04 0.57
2:B:3002:ILE:O 2:B:3006:VAL:HG13 2.04 0.57
2:D:1341:SER:O 2:D:1391:TRP:NE1 2.35 0.57
2:D:2965: THR:0OG1 | 2:D:2987:ASN:ND2 2.38 0.57
2:D:3182:LEU:HD11 | 2:D:3220:LEU:HD21 1.86 0.57
2:F:1254:ILE:HG21 2:F:1286:ILE:HD13 1.86 0.57
2:F:1555:MET:CE 2:F:1601:LEU:HD12 2.35 0.57
2:F:3708:GLY:O 2:F:3712:LYS:HG2 2.04 0.57
2:H:747:ASP:O 2:H:751:PRO:HA 2.05 0.57
2:H:2965: THR:0OG1 | 2:H:2987:ASN:ND2 2.38 0.57
2:H:3502:LEU:O 2:H:3506:GLN:HG3 2.05 0.57
2:B:1038:ARG:O 2:B:1042:ARG:HG3 2.05 0.57
2:B:2965: THR:0G1 2:B:2987:ASN:ND2 2.38 0.57
2:B:3182:LEU:HD11 | 2:B:3220:LEU:HD21 1.86 0.57
2:D:747:ASP:0O 2:D:751:PRO:HA 2.05 0.57
2:D:930:LEU:HD23 2:D:986:LEU:HD21 1.87 0.57
2:D:3109:MET:HE3 2:D:3170:ILE:CD1 2.35 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:1026:ASP:O 2:F:1030:LYS:HG3 2.05 0.57
2:F:3109:MET:HE3 2:F:3170:ILE:CD1 2.35 0.57
2:H:1038:ARG:O 2:H:1042:ARG:HG3 2.05 0.57
2:H:3190:MET:HB3 2:H:3262:ALA:CB 2.34 0.57
2:H:3272:ASP:OD1 2:H:3366:LYS:HD3 2.04 0.57
2:H:4755:GLN:O 2:H:4759:ILE:HG12 2.05 0.57
2:B:747:ASP:O 2:B:751:PRO:HA 2.05 0.57
2:D:1038:ARG:O 2:D:1042:ARG:HG3 2.05 0.57
2:F:662:PHE:HB3 2:F:809:CYS:SG 2.44 0.57
2:F:930:LEU:HD23 2:F:986:LEU:HD21 1.87 0.57
2:H:79:LEU:O 2:H:83:LEU:HG 2.05 0.57
2:H:1213:TYR:OH 2:H:1222:PHE:O 2.12 0.57
2:H:3016:LEU:HD22 2:H:3024:CYS:SG 2.45 0.57
2:H:3197:ALA:O 2:H:3201:ILE:HG13 2.04 0.57
2:B:612:VAL:O 2:B:616:GLN:HG3 2.05 0.57
2:B:1416:ASP:O 2:B:1420:GLY:N 2.38 0.57
2:B:1625:MET:SD 2:B:2025:ARG:NH1 2.78 0.57
2:B:3399:VAL:O 2:B:3403:LEU:HG 2.05 0.57
2:B:4525:ASP:0O 2:B:4528:VAL:HG12 2.05 0.57
2:D:1586:LEU:HD21 | 2:D:1686:ILE:HG13 1.86 0.57
2:D:2337:LEU:HB3 | 2:D:2397:LEU:HD11 1.86 0.57
2:F:612:VAL:O 2:F:616:GLN:HG3 2.05 0.57
2:F:1666:ARG:H 2:F:1682:GLN:HE22 1.52 0.57
2:F:3275:ARG:HG3 2:F:3370:ILE:HD11 1.85 0.57
2:H:4525:ASP:0O 2:H:4528:VAL:HG12 2.05 0.57
2:B:885:ILE:HD13 2:B:957: TYR:HB3 1.86 0.56
2:B:930:LEU:HD23 2:B:986:LEU:HD21 1.87 0.56
2:B:3289:LEU:O 2:B:3293:VAL:HG23 2.05 0.56
2:D:1625:-MET:SD 2:D:2025:ARG:NH1 2.78 0.56
2:H:1666:ARG:H 2:H:1682:GLN:HE22 1.52 0.56
2:B:3016:LEU:HD22 2:B:3024:CYS:SG 2.45 0.56
2:D:1829:PHE:O 2:D:1832:1ILE:HG13 2.06 0.56
2:D:3289:LEU:O 2:D:3293:VAL:HG23 2.05 0.56
2:D:4453:PHE:HE2 2:F:4678:PHE:CE2 2.23 0.56
2:F:79:LEU:O 2:F:83:LEU:HG 2.05 0.56
2:F:1152:ILE:HG13 | 2:F:1159:MET:HG2 1.87 0.56
2:F:4525:ASP:O 2:F:4528:VAL:HG12 2.05 0.56
2:H:1416:ASP:O 2:H:1420:GLY:N 2.38 0.56
2:B:235: THR:HG21 2:B:256:ALA:HB1 1.87 0.56
2:B:1829:PHE:O 2:B:1832:ILE:HG13 2.06 0.56
2:B:2313:ARG:O 2:B:2317:.ILE:HG13 2.05 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:4453:PHE:HE2 2:D:4678:PHE:CE2 2.23 0.56
1:C:78: THR:HB 1:C:79:PRO:HD2 1.88 0.56
2:D:24:GLN:NE2 2:D:35:LYS:HD3 2.20 0.56
2:D:235: THR:HG21 2:D:256:ALA:HB1 1.87 0.56
2:D:590:LYS:NZ 2:D:1478:GLU:OE2 2.38 0.56
2:D:3272:ASP:0OD1 2:D:3366:LYS:HD3 2.04 0.56
2:D:3399:VAL:O 2:D:3403:LEU:HG 2.05 0.56
2:F:24:GLN:NE2 2:F:35:LYS:HD3 2.20 0.56
2:F:1038:ARG:O 2:F:1042:ARG:HG3 2.05 0.56
2:F:1290:LEU:HD12 | 2:F:1445:PRO:HG2 1.87 0.56
2:F:1625:MET:SD 2:F:2025:ARG:NH1 2.78 0.56
2:F:1829:PHE:O 2:F:1832:ILE:HG13 2.06 0.56
2:F:2965: THR:OG1 2:F:2987:ASN:ND2 2.38 0.56
2:F:3016:LEU:HD22 2:F:3024:CYS:SG 2.45 0.56
2:H:24:GLN:NE2 2:H:35:LYS:HD3 2.20 0.56
2:H:612:VAL:O 2:H:616:GLN:HG3 2.05 0.56
2:H:885:ILE:HD13 2:H:957:TYR:HB3 1.86 0.56
2:H:1290:LEU:HD12 | 2:H:1445:PRO:HG2 1.87 0.56
2:H:1829:PHE:O 2:H:1832:ILE:HG13 2.06 0.56
2:H:2908:LEU:O 2:H:2912:ARG:HD2 2.06 0.56
2:B:482:LEU:O 2:B:486:LEU:HG 2.05 0.56
2:B:1988:ARG:HG3 | 2:B:1995:GLU:OE2 2.06 0.56
2:B:2561:LEU:HB3 2:B:2562:PRO:HD3 1.86 0.56
2:D:612:VAL:O 2:D:616:GLN:HG3 2.05 0.56
2:D:1152:ILE:HG13 | 2:D:1159:-MET:HG2 1.87 0.56
2:D:1988:ARG:HG3 | 2:D:1995:GLU:OE2 2.06 0.56
2:F:482:LEU:O 2:F:486:LEU:HG 2.05 0.56
2:F:3783:ASP:OD1 2:F:3783:ASP:N 2.32 0.56
2:F:4386:ILE:O 2:F:4390:LYS:HG3 2.06 0.56
1:G:68:SER:O 1:G:104:LEU:HD23 2.06 0.56
2:H:482:LEU:O 2:H:486:LEU:HG 2.05 0.56
2:H:1586:LEU:HD21 | 2:H:1686:ILE:HG13 1.86 0.56
2:H:1988:ARG:HG3 | 2:H:1995:GLU:OE2 2.06 0.56
1:A:78: THR:HB 1:A:79:PRO:HD2 1.88 0.56
2:B:24:GLN:NE2 2:B:35:LYS:HD3 2.20 0.56
2:D:580:HIS: O 2:D:584:1LE:HG13 2.06 0.56
2:D:989:ASN:O 2:D:993:VAL:HG23 2.05 0.56
2:D:3016:LEU:HD22 2:D:3024:CYS:SG 2.45 0.56
2:H:3399:VAL:O 2:H:3403:LEU:HG 2.05 0.56
2:B:1555:MET:HE1 | 2:B:1601:LEU:HD12 1.87 0.56
2:B:2315:ARG:O 2:B:2319:ARG:HG3 2.05 0.56
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Atom-1 Atom-2 distance (A) overlap (A)

2:B:3502:LEU:O 2:B:3506:GLN:HG3 2.05 0.56
2:D:3060:ILE:HG12 | 2:D:3062:VAL:HG22 1.88 0.56
2:F:3289:LEU:O 2:F:3293:VAL:HG23 2.05 0.56
1:G:78: THR:HB 1:G:79:PRO:HD2 1.88 0.56
2:H:1555:-MET:HE1 | 2:H:1601:LEU:HD12 1.87 0.56
2:H:1555:-MET:CE 2:H:1601:LEU:HD12 2.35 0.56
2:B:79:LEU:O 2:B:83:LEU:HG 2.05 0.56
2:B:4755:GLN:O 2:B:4759:1ILE:HG12 2.05 0.56
2:D:1254:1LE:HG21 2:D:1286:ILE:HD13 1.86 0.56
1:E:78:THR:HB 1:E:79:PRO:HD2 1.88 0.56
2:F:2313:ARG:O 2:F:2317:ILE:HG13 2.05 0.56
2:F:4453:PHE:HE2 2:H:4678:PHE:CE2 2.23 0.56
2:H:989:ASN:O 2:H:993:VAL:HG23 2.05 0.56
2:H:1341:SER:O 2:H:1391:TRP:NE1 2.35 0.56
2:H:3289:LEU:O 2:H:3293:VAL:HG23 2.05 0.56
2:B:1555:MET:CE 2:B:1601:LEU:HD12 2.35 0.56
2:D:482:LEU:O 2:D:486:LEU:HG 2.05 0.56
2:D:3502:LEU:O 2:D:3506:GLN:HG3 2.05 0.56
1:E:68:SER:O 1:E:104:LEU:HD23 2.06 0.56
2:F:2908:LEU:O 2:F:2912:ARG:HD2 2.06 0.56
2:F:3060:ILE:HG12 | 2:F:3062:VAL:HG22 1.88 0.56
2:F:3399:VAL:O 2:F:3403:LEU:HG 2.05 0.56
2:H:1625:-MET:SD 2:H:2025:ARG:NH1 2.78 0.56
2:H:2313:ARG:O 2:H:2317:ILE:HG13 2.05 0.56
2:H:4386:ILE:O 2:H:4390:LYS:HG3 2.06 0.56
2:B:849:PHE:CE2 2:B:851:PRO:HB3 2.41 0.56
2:B:3310:GLU:OE2 2:B:3358:SER:OG 2.13 0.56
2:B:3523:1ILE:HG13 2:B:3527:MET:CE 2.36 0.56
2:D:979:GLN:O 2:D:983:VAL:HG23 2.06 0.56
2:D:2315:ARG:O 2:D:2319:ARG:HG3 2.05 0.56
2:D:4069:LYS:HE3 2:D:4070:-MET:HES3 1.88 0.56
2:F:2047:ILE:HG21 2:F:2065:MET:CE 2.36 0.56
2:H:1152:ILE:HG13 | 2:H:1159:MET:HG2 1.87 0.56
2:B:2047:ILE:HG21 2:B:2065:MET:CE 2.36 0.56
2:B:3109:MET:HE3 2:B:3170:ILE:CD1 2.35 0.56
2:D:3243:GLN:O 2:D:3247:LEU:HG 2.06 0.56
2:F:580:HIS:O 2:F:584:1LE:HG13 2.06 0.56
2:F:590:LYS:NZ 2:F:1478:GLU:OE2 2.38 0.56
2:F:747:ASP:O 2:F:751:PRO:HA 2.05 0.56
2:F:4071:GLU:OE1 2:F:4841:TRP:NE1 2.39 0.56
2:H:889: TRP:HA 2:H:900:ARG:CB 2.30 0.56
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Atom-1 Atom-2 distance (A) overlap (A)

2:H:979:GLN:O 2:H:983:VAL:HG23 2.06 0.56
2:H:2896:GLU:OE2 2:H:2944:SER:OG 2.18 0.56
2:B:989:ASN:O 2:B:993:VAL:HG23 2.05 0.55
2:B:2174:CYS:HB2 2:B:2188:ASN:OD1 2.06 0.55
2:D:648:LEU:HD13 2:D:660: TRP:CD1 2.41 0.55
2:D:1666:ARG:H 2:D:1682:GLN:HE22 1.52 0.55
2:F:2231:ALA:HB2 2:F:2243:ALA:HB2 1.89 0.55
2:F:2240:LEU:HD21 | 2:F:2291:ILE:HG13 1.88 0.55
2:F:3272:ASP:0OD1 2:F:3366:LYS:HD3 2.04 0.55
2:H:580:HIS:O 2:H:584:ILE:HG13 2.06 0.55
2:H:2913:ILE:HD12 2:H:2990: TYR:HA 1.88 0.55
2:H:3060:ILE:HG12 | 2:H:3062:VAL:HG22 1.88 0.55
2:H:3109:-MET:HE3 2:H:3170:ILE:CD1 2.35 0.55
2:H:3243:GLN:O 2:H:3247:LEU:HG 2.06 0.55
2:H:4069:LYS:HE3 2:H:4070:-MET:HE3 1.88 0.55
2:B:1666:ARG:H 2:B:1682:GLN:HE22 1.52 0.55
2:B:2908:LEU:O 2:B:2912:ARG:HD2 2.06 0.55
2:B:2913:ILE:HD12 2:B:2990: TYR:HA 1.88 0.55
2:B:3527:MET:HG3 | 2:B:3618:ARG:NH1 2.19 0.55
2:D:280: TRP:N 2:D:345:GLU:OE1 2.26 0.55
2:D:2174:CYS:HB2 2:D:2188:ASN:OD1 2.06 0.55
2:D:2190:1LE:CD1 2:D:2277:-VAL:HG11 2.36 0.55
2:D:2908:LEU:O 2:D:2912:ARG:HD?2 2.06 0.55
2:F:524:LEU:HD11 2:F:538:PHE:CE2 2.41 0.55
2:H:2315:ARG:O 2:H:2319:ARG:HG3 2.05 0.55
2:B:580:HIS:O 2:B:584:ILE:HG13 2.06 0.55
2:B:4678:PHE:CE2 2:H:4453:PHE:HE2 2.23 0.55
2:D:849:PHE:CE2 2:D:851:PRO:HB3 2.41 0.55
2:D:2047:ILE:HG21 2:D:2065:MET:CE 2.36 0.55
2:D:4771:GLN:NE2 2:D:4775:ASP:0OD1 2.40 0.55
2:F:3261:TYR:HE2 | 2:F:3321:ASN:HD21 1.54 0.55
2:H:726:ARG:HG3 2:H:1371:LEU:HD11 1.89 0.55
2:B:1152:ILE:HG13 | 2:B:1159:MET:HG2 1.87 0.55
2:B:1586:LEU:HD21 | 2:B:1686:ILE:HG13 1.86 0.55
2:B:1692:LYS:HB2 2:B:1738:PHE:CE1 2.42 0.55
2:B:3060:ILE:HG12 | 2:B:3062:VAL:HG22 1.88 0.55
2:B:4069:LYS:HE3 2:B:4070:MET:HE3 1.88 0.55
2:D:924: THR:CG2 2:D:928:LYS:HE3 2.36 0.55
2:D:3291:ARG:O 2:D:3295:GLU:HG3 2.07 0.55
2:F:989:ASN:O 2:F:993:VAL:HG23 2.05 0.55
2:F:2315:ARG:O 2:F:2319:ARG:HG3 2.05 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:856: THR:HB 2:H:928:LYS:CB 2.37 0.55
2:H:3527:-MET:HE3 2:H:3614:ARG:NE 2.22 0.55
2:B:979:GLN:O 2:B:983:VAL:HG23 2.06 0.55
2:D:524:LEU:HD11 2:D:538:PHE:CE2 2.41 0.55
2:D:929: THR:O 2:D:933:LEU:HG 2.07 0.55
2:D:2913:ILE:HD12 2:D:2990: TYR:HA 1.88 0.55
2:D:4386:ILE:O 2:D:4390:LYS:HG3 2.06 0.55
2:F:2174:CYS:HB2 2:F:2188:ASN:OD1 2.06 0.55
2:F:4069:LYS:HE3 2:F:4070:MET:HE3 1.88 0.55
2:H:235:THR:HG22 2:H:262:SER:CB 2.31 0.55
1:A:68:SER:O 1:A:104:LEU:HD23 2.06 0.55
2:B:1025:LEU:HD11 | 2:B:1029:THR:CG2 2.37 0.55
2:B:1805:LEU:O 2:B:1809:GLU:HG3 2.07 0.55
2:D:1290:LEU:HD12 | 2:D:1445:PRO:HG2 1.87 0.55
2:D:3150:HIS:O 2:D:3151:LEU:HD23 2.07 0.55
2:D:4067:GLN:O 2:D:4068:GLU:HG2 2.07 0.55
2:F:726:ARG:HG3 2:F:1371:LEU:HD11 1.89 0.55
2:F:1988:ARG:HG3 2:F:1995:GLU:OE2 2.06 0.55
2:F:2302:HIS:O 2:F:2306: THR:HG23 2.07 0.55
1:G:5:ILE:HG12 1:G:75:LEU:CD2 2.37 0.55
2:H:2047:ILE:HG21 2:H:2065:MET:CE 2.36 0.55
2:H:2231:ALA:HB2 2:H:2243:ALA:HB2 1.89 0.55
2:B:2190:ILE:CD1 2:B:2277:VAL:HG11 2.36 0.55
2:B:3243:GLN:O 2:B:3247.:LEU:HG 2.06 0.55
2:B:4067:GLN:O 2:B:4068:GLU:HG2 2.07 0.55
2:B:4771:GLN:NE2 2:B:4775:ASP:0D1 2.40 0.55
1:C:68:SER:O 1:C:104:LEU:HD23 2.06 0.55
2:D:1025:LEU:HD11 | 2:D:1029:THR:CG2 2.37 0.55
2:D:2231:ALA:HB2 2:D:2243:ALA:HB2 1.89 0.55
2:D:3261:TYR:HE2 | 2:D:3321:ASN:HD21 1.54 0.55
2:D:3527:-MET:HE3 2:D:3614:ARG:NE 2.22 0.55
2:F:605:CYS:SG 2:F:619:ILE:HD12 2.47 0.55
2:F:3150:HIS:O 2:F:3151:LEU:HD23 2.07 0.55
2:F:3291:ARG:O 2:F:3295:GLU:HG3 2.07 0.55
2:H:849:PHE:CE2 2:H:851:PRO:HB3 2.41 0.55
2:H:929: THR:O 2:H:933:LEU:HG 2.07 0.55
2:H:1630:ILE:HD12 | 2:H:2059:LEU:HD11 1.88 0.55
2:H:4733:MET:O 2:H:4737:VAL:HG23 2.06 0.55
2:H:4771:GLN:NE2 2:H:4775:ASP:OD1 2.40 0.55
2:B:524:LEU:HD11 2:B:538:PHE:CE2 2.41 0.55
2:B:605:CYS:SG 2:B:619:ILE:HD12 2.47 0.55
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2:B:648:LEU:HD13 2:B:660: TRP:CD1 2.41 0.55
2:B:813:LEU:O 2:B:1007:ILE:HD11 2.07 0.55
2:B:924: THR:CG2 2:B:928:LYS:HE3 2.36 0.55
2:B:3929:LYS:HB2 2:B:3960:ASP:0D2 2.07 0.55
2:B:4386:1LE:O 2:B:4390:LYS:HG3 2.06 0.55
1:C:5:ILE:HG12 1:C:75:LEU:CD2 2.37 0.55
2:D:1555:MET:HE1 | 2:D:1601:LEU:HD12 1.87 0.55
2:D:2313:ARG:O 2:D:2317:ILE:HG13 2.05 0.55
1:E:5:ILE:HG12 1:E:75:LEU:CD2 2.37 0.55
2:F:1692:LYS:HB2 2:F:1738:PHE:CE1 2.42 0.55
2:F:1805:LEU:O 2:F:1809:GLU:HG3 2.07 0.55
2:F:3527:MET:HE3 2:F:3614:ARG:NE 2.22 0.55
2:F:4771:GLN:NE2 2:F:4775:ASP:OD1 2.40 0.55
2:H:648:LEU:HD13 2:H:660: TRP:CD1 2.41 0.55
2:H:1035:ASP:O 2:H:1039:GLU:HG2 2.07 0.55
2:H:1805:LEU:O 2:H:1809:GLU:HG3 2.07 0.55
2:B:2230:PRO:O 2:B:2233:ARG:HG2 2.07 0.55
2:B:3291:ARG:O 2:B:3295:GLU:HG3 2.07 0.55
2:B:3527-MET:HE3 2:B:3614:ARG:NE 2.22 0.55
2:D:1692:LYS:HB2 2:D:1738:PHE:CE1 2.42 0.55
2:D:2230:PRO:O 2:D:2233:ARG:HG2 2.07 0.55
2:D:4531: THR:HB 2:D:4594:ASP:0OD2 2.07 0.55
2:F:979:GLN:O 2:F:983:VAL:HG23 2.06 0.55
2:F:1555:-MET:HE1 | 2:F:1601:LEU:HD12 1.87 0.55
2:F:2913:ILE:HD12 2:F:2990: TYR:HA 1.88 0.55
2:F:3929:LYS:HE3 2:F:3956:ALA:CB 2.31 0.55
2:H:2302:HIS:O 2:H:2306: THR:HG23 2.07 0.55
2:H:3249:ILE:HD12 | 2:H:3250:LEU:HD23 1.89 0.55
2:H:3523:ILE:HG13 2:H:3527:-MET:CE 2.36 0.55
2:H:3929:LYS:HB2 2:H:3960:ASP:0D2 2.07 0.55
1:A:5:1LE:HG12 1:A:75:LEU:CD2 2.37 0.55
2:B:929: THR:O 2:B:933:.LEU:HG 2.07 0.55
2:B:1290:LEU:HD12 | 2:B:1445:PRO:HG2 1.87 0.55
2:D:1805:LEU:O 2:D:1809:GLU:HG3 2.07 0.55
2:D:2059:LEU:HB3 2:D:2060:MET:HE2 1.89 0.55
2:D:3453:HIS:O 2:D:3457:VAL:HG13 2.07 0.55
2:H:524:LEU:HD11 2:H:538:PHE:CE2 2.41 0.55
2:H:1270:LYS:HE3 2:H:1335:PHE:CE2 2.42 0.55
2:H:2182:TYR:CE1 2:H:2259:PRO:HD3 2.42 0.55
2:B:856: THR:HB 2:B:928:LYS:CB 2.37 0.54
2:B:2240:LEU:HD21 | 2:B:2291:ILE:HG13 1.88 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:B:2833:ILE:HD12 | 2:B:2908:LEU:HD22 1.89 0.54
2:B:4531: THR:HB 2:B:4594:ASP:0D2 2.07 0.54
2:F:929:THR:O 2:F:933:LEU:HG 2.07 0.54
2:F:1025:LEU:HD11 | 2:F:1029:THR:CG2 2.37 0.54
2:F:1382:VAL:HG11 | 2:F:1438:GLU:OE2 2.07 0.54
2:F:2182:TYR:CE1 2:F:2259:PRO:HD3 2.42 0.54
2:H:605:CYS:SG 2:H:619:ILE:HD12 2.47 0.54
2:H:924: THR:CG2 2:H:928:LYS:HE3 2.36 0.54
2:H:4067:GLN:O 2:H:4068:GLU:HG2 2.07 0.54
2:B:994: TRP:O 2:B:998:ARG:HG2 2.07 0.54
2:B:1630:ILE:HD12 | 2:B:2059:LEU:HD11 1.88 0.54
2:B:2896:GLU:OE2 2:B:2944:SER:OG 2.18 0.54
2:B:3680:LEU:HD22 2:B:3719:PHE:HZ 1.72 0.54
2:D:3929:LYS:HB2 2:D:3960:ASP:0OD2 2.07 0.54
2:F:994: TRP:O 2:F:998:ARG:HG2 2.07 0.54
2:F:1035:ASP:O 2:F:1039:GLU:HG2 2.07 0.54
2:F:3929:LYS:HB2 2:F:3960:ASP:0D2 2.07 0.54
2:H:1692:LYS:HB2 2:H:1738:PHE:CE1 2.42 0.54
2:H:2174:CYS:HB2 2:H:2188:ASN:OD1 2.06 0.54
2:H:2190:ILE:CD1 2:H:2277:VAL:HG11 2.36 0.54
2:H:3929:LYS:HE3 2:H:3956:ALA:CB 2.31 0.54
2:B:726:ARG:HG3 | 2:B:1371:LEU:HD11 1.89 0.54
2:B:3150:HIS:O 2:B:3151:LEU:HD23 2.07 0.54
2:B:4071:GLU:OE1 2:B:4841: TRP:NE1 2.39 0.54
2:D:605:CYS:SG 2:D:619:ILE:HD12 2.47 0.54
2:D:3680:LEU:HD22 2:D:3719:PHE:HZ 1.72 0.54
2:F:422:VAL:CG2 2:F:491:ARG:HG3 2.38 0.54
2:F:2059:LEU:HB3 2:F:2060:MET:HE2 1.89 0.54
2:F:2449:ARG:O 2:F:2449:ARG:NH1 2.32 0.54
2:F:3243:GLN:O 2:F:3247:LEU:HG 2.06 0.54
2:F:3901:PHE:O 2:F:3905:LEU:HG 2.08 0.54
2:H:303:LEU:HD23 2:H:383:VAL:HG12 1.90 0.54
2:H:320:PHE:CE1 2:H:355:VAL:HG22 2.42 0.54
2:H:676:GLU:HG3 2:H:677:PRO:HD2 1.90 0.54
2:H:2240:LEU:HD21 | 2:H:2291:ILE:HG13 1.88 0.54
2:H:2822:ILE:HD13 2:H:2865:VAL:CG2 2.33 0.54
2:B:750:VAL:HB 2:B:751:PRO:C 2.33 0.54
2:B:859:VAL:HG11 2:B:931:LEU:HB2 1.89 0.54
2:B:2182:TYR:CE1 2:B:2259:PRO:HD3 2.42 0.54
2:D:1382:VAL:HG11 | 2:D:1438:GLU:OE2 2.07 0.54
2:D:2240:LEU:HD21 | 2:D:2291:ILE:HG13 1.88 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:D:2302:HIS:O 2:D:2306: THR:HG23 2.07 0.54
2:D:3901:PHE:O 2:D:3905:LEU:HG 2.08 0.54
2:F:648:LEU:HD13 2:F:660: TRP:CD1 2.41 0.54
2:F:1270:LYS:HE3 2:F:1335:PHE:CE2 2.42 0.54
2:F:4067:GLN:O 2:F:4068:GLU:HG2 2.07 0.54
2:H:1390:VAL:HG12 | 2:H:1433:THR:HG21 1.90 0.54
2:D:417.-LEU:O 2:D:420:GLN:HG2 2.08 0.54
2:D:880: TRP:CZ3 2:D:905:LEU:HD23 2.42 0.54
2:D:1630:ILE:HD12 | 2:D:2059:LEU:HD11 1.88 0.54
2:D:3249:ILE:HD12 | 2:D:3250:LEU:HD23 1.89 0.54
2:F:320:PHE:CE1 2:F:355:VAL:HG22 2.42 0.54
2:F:676:GLU:HG3 2:F:677:PRO:HD2 1.90 0.54
2:F:856: THR:HB 2:F:928:LYS:CB 2.37 0.54
2:F:4535:PRO:0O 2:F:4541:LYS:HE2 2.08 0.54
2:F:4733:MET:O 2:F:4737:-VAL:HG23 2.06 0.54
2:H:2833:ILE:HD12 | 2:H:2908:LEU:HD22 1.89 0.54
2:H:3021:GLN:OE1 | 2:H:3062:VAL:HG11 2.08 0.54
2:H:3291:ARG:O 2:H:3295:GLU:HG3 2.07 0.54
2:H:4531: THR:HB 2:H:4594:ASP:0OD2 2.07 0.54
2:H:4726:PRO:HB3 | 2:H:4735:ARG:HG2 1.89 0.54
2:B:303:LEU:HD23 2:B:383:VAL:HG12 1.90 0.54
2:B:1035:ASP:0O 2:B:1039:GLU:HG2 2.07 0.54
2:B:2152:LEU:O 2:B:3694:ARG:NH1 2.40 0.54
2:B:3021:GLN:OE1 | 2:B:3062:VAL:HG11 2.08 0.54
2:B:4733:MET:O 2:B:4737:VAL:HG23 2.06 0.54
2:D:320:PHE:CE1 2:D:355:VAL:HG22 2.42 0.54
2:D:1122:VAL:CG2 2:D:1131:TRP:HB2 2.37 0.54
2:D:4733:MET:O 2:D:4737:VAL:HG23 2.06 0.54
2:F:750:VAL:HB 2:F:751:PRO:C 2.33 0.54
2:F:1390:VAL:HG12 | 2:F:1433: THR:HG21 1.90 0.54
2:H:750:VAL:HB 2:H:751:PRO:C 2.33 0.54
2:H:3310:GLU:OE2 2:H:3358:SER:OG 2.13 0.54
2:B:2302:HIS:O 2:B:2306: THR:HG23 2.07 0.54
2:B:3244:GLU:O 2:B:3248.LEU:HD13 2.08 0.54
2:B:3910:LEU:HD12 | 2:B:3942:TYR:CE2 2.43 0.54
2:D:303:LEU:HD23 2:D:383:VAL:HG12 1.90 0.54
2:D:2934:LEU:O 2:D:3005:HIS:NE2 2.26 0.54
2:D:4726:PRO:HB3 | 2:D:4735:ARG:HG2 1.89 0.54
2:F:880: TRP:CZ3 2:F:905:LEU:HD23 2.42 0.54
2:F:2200:ARG:NH1 2:F:2292:ASP:0D2 2.39 0.54
2:F:2230:PRO:0O 2:F:2233:ARG:HG2 2.07 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:H:417:-LEU:O 2:H:420:GLN:HG2 2.08 0.54
2:H:813:LEU:O 2:H:1007:ILE:HD11 2.07 0.54
2:H:1025:LEU:HD11 | 2:H:1029:THR:CG2 2.37 0.54
2:H:2230:PRO:0O 2:H:2233:ARG:HG2 2.07 0.54
2:H:3527:-MET:HG3 | 2:H:3618:ARG:NH1 2.19 0.54
2:B:1332:ILE:HD12 2:B:1459:PHE:HA 1.90 0.54
2:B:1539:GLU:OE1 2:B:1541:ARG:NE 2.41 0.54
2:B:2231:ALA:HB2 2:B:2243:ALA:HB2 1.89 0.54
2:B:3249:1LE:HD12 | 2:B:3250:LEU:HD23 1.89 0.54
2:B:3761: TYR:CE2 2:B:3800:ILE:HD11 2.43 0.54
2:B:4074:VAL:O 2:B:4078:GLU:HG3 2.08 0.54
2:D:492:LEU:HD11 2:D:516:1LE:HG22 1.90 0.54
2:D:813:LEU:O 2:D:1007:ILE:HD11 2.07 0.54
2:D:1889:PRO:O 2:D:1893:ARG:HG3 2.08 0.54
2:D:3787:GLN:NE2 | 2:D:3848:GLN:HG2 2.23 0.54
2:F:492:LEU:HD11 2:F:516:1LE:HG22 1.90 0.54
2:F:1122:VAL:CG2 2:F:1131:TRP:HB2 2.37 0.54
2:F:1539:GLU:OE1 2:F:1541:ARG:NE 2.41 0.54
2:F:3523:ILE:HG13 2:F:3527:MET:CE 2.36 0.54
2:H:859:VAL:HG11 2:H:931:LEU:HB2 1.89 0.54
2:H:1539:GLU:OE1 2:H:1541:ARG:NE 2.41 0.54
2:H:3787:GLN:NE2 | 2:H:3848:GLN:HG2 2.23 0.54
2:H:4505:GLU:O 2:H:4550:LYS:NZ 2.34 0.54
2:B:982:LEU:O 2:B:986:LEU:HG 2.08 0.54
2:B:3453:HIS:O 2:B:3457:VAL:HG13 2.07 0.54
2:B:3787:GLN:NE2 2:B:3848:GLN:HG2 2.23 0.54
2:D:676:GLU:HG3 2:D:677:PRO:HD2 1.90 0.54
2:D:982:LEU:O 2:D:986:LEU:HG 2.08 0.54
2:F:417:LEU:O 2:F:420:GLN:HG2 2.08 0.54
2:F:849:PHE:CE2 2:F:851:PRO:HB3 2.41 0.54
2:F:2152:LEU:O 2:F:3694:ARG:NH1 2.40 0.54
2:F:3453:HIS:0O 2:F:3457:VAL:HG13 2.07 0.54
2:F:4726:PRO:HB3 2:F:4735:ARG:HG2 1.89 0.54
2:H:1382:VAL:HG11 | 2:H:1438:GLU:OE2 2.07 0.54
2:H:1807:MET:0O 2:H:1811:LEU:HG 2.08 0.54
2:H:2152:LEU:O 2:H:3694:ARG:NH1 2.40 0.54
2:H:3150:HIS:O 2:H:3151:LEU:HD23 2.07 0.54
2:B:407:ALA:O 2:B:411:ILE:HG13 2.08 0.54
2:B:417:LEU:O 2:B:420:GLN:HG2 2.08 0.54
2:B:422:VAL:CG2 2:B:491:ARG:HG3 2.38 0.54
2:B:880: TRP:CZ3 2:B:905:LEU:HD23 2.42 0.54
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Atom-1 Atom-2 distance (A) overlap (A)

2:B:1382:VAL:HG11 | 2:B:1438:GLU:OE2 2.07 0.54
2:B:1840:ASN:OD1 2:B:1892:ILE:HD11 2.08 0.54
2:B:3261:TYR:HE2 | 2:B:3321:ASN:HD21 1.54 0.54
2:D:407:ALA:O 2:D:411:1LE:HG13 2.08 0.54
2:D:726:ARG:HG3 | 2:D:1371:LEU:HD11 1.89 0.54
2:D:856: THR:HB 2:D:928:LYS:CB 2.37 0.54
2:D:994: TRP:O 2:D:998:ARG:HG2 2.07 0.54
2:D:3244:GLU:O 2:D:3248:LEU:HD13 2.08 0.54
2:D:3523:1LE:HG13 2:D:3527:MET:CE 2.36 0.54
2:D:3910:LEU:HD12 | 2:D:3942:TYR:CE2 2.43 0.54
2:D:3936:MET:HA 2:D:3936:MET:HE2 1.90 0.54
2:F:1138:PHE:HD1 | 2:F:1170:THR:HG22 1.73 0.54
2:F:1807:-MET:O 2:F:1811:LEU:HG 2.08 0.54
2:H:557:GLY:O 2:H:561:VAL:HG23 2.08 0.54
2:H:1625:MET:HE1 2:H:2021:LEU:CG 2.38 0.54
2:H:1742:ASP:O 2:H:1746:ILE:HG13 2.08 0.54
2:H:3558:ALA:HB2 2:H:3627:-MET:SD 2.48 0.54
2:H:3910:LEU:HD12 | 2:H:3942:TYR:CE2 2.43 0.54
2:B:2047:.1ILE:HG21 2:B:2065:MET:HE1 1.90 0.53
2:B:2200:ARG:NH1 2:B:2292:ASP:0D2 2.39 0.53
2:B:3558:ALA:HB2 2:B:3627:MET:SD 2.48 0.53
2:D:419:SER:HA 2:D:422:VAL:HG12 1.91 0.53
2:D:1027:GLU:HA 2:D:1030:LYS:HD2 1.89 0.53
2:D:1035:ASP:0O 2:D:1039:GLU:HG2 2.07 0.53
2:D:1270:LYS:HE3 2:D:1335:PHE:CE2 2.42 0.53
2:D:3761:TYR:CE2 2:D:3800:ILE:HD11 2.43 0.53
2:D:4074:VAL:O 2:D:4078:GLU:HG3 2.08 0.53
2:F:1332:1ILE:HD12 2:F:1459:PHE:HA 1.90 0.53
2:H:492:LEU:HD11 2:H:516:ILE:HG22 1.90 0.53
2:H:632:GLN:O 2:H:1534:LEU:HD12 2.08 0.53
2:H:880: TRP:CZ3 2:H:905:LEU:HD23 2.42 0.53
2:H:1122:VAL:CG2 2:H:1131:TRP:HB2 2.37 0.53
2:H:1138:PHE:HD1 | 2:H:1170: THR:HG22 1.73 0.53
2:H:1332:ILE:HD12 2:H:1459:PHE:HA 1.90 0.53
2:H:1889:PRO:O 2:H:1893:ARG:HG3 2.08 0.53
2:H:2200:ARG:NH1 2:H:2292:ASP:0D2 2.39 0.53
2:H:3901:PHE:O 2:H:3905:LEU:HG 2.08 0.53
2:B:492:LEU:HD11 2:B:516:ILE:HG22 1.90 0.53
2:B:884:LYS:CB 2:B:905:LEU:HD21 2.38 0.53
2:B:1027:GLU:HA 2:B:1030:LYS:HD2 1.89 0.53
2:B:3901:PHE:O 2:B:3905:LEU:HG 2.08 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

2:B:4535:PRO:0O 2:B:4541:LYS:HE2 2.08 0.53
2:B:4736:1LE:CD1 2:H:4706:LEU:HD21 2.39 0.53
2:D:422:VAL:CG2 2:D:491:ARG:HG3 2.38 0.53
2:D:814:LEU:HD13 2:D:1024:LEU:CD2 2.38 0.53
2:D:2182:TYR:CE1 2:D:2259:PRO:HD3 2.42 0.53
2:F:813:LEU:O 2:F:1007:ILE:HD11 2.07 0.53
2:F:924: THR:CG2 2:F:928:LYS:HE3 2.36 0.53
2:F:1742:ASP:O 2:F:1746:ILE:HG13 2.08 0.53
2:F:1889:PRO:0O 2:F:1893:ARG:HG3 2.08 0.53
2:F:2820:LYS:HD3 2:F:2897:MET:CE 2.38 0.53
2:F:3105:LEU:O 2:F:3109:-MET:HG3 2.08 0.53
2:F:3459:GLN:HB2 2:F:3460:PRO:HD3 1.91 0.53
2:F:3936:MET:HE2 2:F:3936:MET:HA 1.90 0.53
2:H:407:ALA:O 2:H:411:ILE:HG13 2.08 0.53
2:H:891:PHE:HA 2:H:905:LEU:HD12 1.91 0.53
2:H:1027:GLU:HA 2:H:1030:LYS:HD2 1.89 0.53
2:H:1798:ARG:NH1 2:H:1970:GLU:OE1 2.41 0.53
2:H:2820:LYS:HD3 2:H:2897:MET:CE 2.38 0.53
2:B:676:GLU:HG3 2:B:677:PRO:HD2 1.90 0.53
2:B:803:PRO:HB2 2:B:806: TYR:CD1 2.43 0.53
2:B:1122:VAL:CG2 2:B:1131: TRP:HB2 2.37 0.53
2:B:1270:LYS:HE3 2:B:1335:PHE:CE2 2.42 0.53
2:B:4706:LEU:HD21 2:D:4736:1LE:CD1 2.39 0.53
2:D:750:VAL:HB 2:D:751:PRO:C 2.33 0.53
2:D:2152:LEU:O 2:D:3694:ARG:NH1 2.40 0.53
2:F:303:LEU:HD23 2:F:383:VAL:HG12 1.90 0.53
2:F:1027:GLU:HA 2:F:1030:LYS:HD2 1.89 0.53
2:F:2047:ILE:HG21 2:F:2065:MET:HE1 1.90 0.53
2:F:2822:ILE:HD13 2:F:2865:VAL:CG2 2.33 0.53
2:F:3787:GLN:NE2 2:F:3848:GLN:HG2 2.23 0.53
2:F:3910:LEU:HD12 | 2:F:3942:TYR:CE2 2.43 0.53
2:F:4635:LEU:O 2:F:4638:ILE:HG23 2.09 0.53
2:H:3261:TYR:HE2 | 2:H:3321:ASN:HD21 1.54 0.53
2:H:4074:VAL:O 2:H:4078:GLU:HG3 2.08 0.53
2:B:217:TYR:CD2 2:B:344:PRO:HB2 2.44 0.53
2:B:237:PRO:HG2 2:B:245:GLN:O 2.09 0.53
2:B:2059:LEU:HB3 2:B:2060:MET:HE2 1.89 0.53
2:B:3459:GLN:HB2 2:B:3460:PRO:HD3 1.91 0.53
2:D:557:GLY:O 2:D:561:VAL:HG23 2.08 0.53
2:D:889: TRP:HA 2:D:900:ARG:CB 2.30 0.53
2:D:1390:VAL:HG12 | 2:D:1433:THR:HG21 1.90 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

2:D:2200:ARG:NH1 2:D:2292:ASP:0OD2 2.39 0.53
2:D:2822:ILE:HD13 | 2:D:2865:VAL:CG2 2.33 0.53
2:D:4635:LEU:O 2:D:4638:1LE:HG23 2.09 0.53
2:F:237:PRO:HG2 2:F:245:GLN:O 2.09 0.53
2:F:703:ASN:HA 2:F:707:ASP:0D2 2.09 0.53
2:F:891:PHE:HA 2:F:905:LEU:HD12 1.91 0.53
2:F:4531: THR:HB 2:F:4594:ASP:0OD2 2.07 0.53
2:H:43:LEU:HG 2:H:445:ASP:HB3 1.90 0.53
2:H:1840:ASN:OD1 2:H:1892:ILE:HD11 2.08 0.53
2:H:3438:GLU:O 2:H:3442:GLU:HG3 2.08 0.53
2:H:3680:LEU:HD22 2:H:3719:PHE:HZ 1.72 0.53
2:B:419:SER:HA 2:B:422:VAL:HG12 1.91 0.53
2:B:632:GLN:O 2:B:1534:LEU:HD12 2.08 0.53
2:B:703:ASN:HA 2:B:707:ASP:0OD2 2.09 0.53
2:B:2820:LYS:HD3 2:B:2897:MET:CE 2.38 0.53
2:B:4726:PRO:HB3 2:B:4735:ARG:HG2 1.89 0.53
2:D:1840:ASN:OD1 2:D:1892:ILE:HD11 2.08 0.53
2:D:3021:GLN:OE1 | 2:D:3062:VAL:HG11 2.08 0.53
2:F:557:GLY:O 2:F:561:VAL:HG23 2.08 0.53
2:F:803:PRO:HB2 2:F:806:TYR:CD1 2.43 0.53
2:F:1025:LEU:O 2:F:1030:LYS:HE2 2.08 0.53
2:F:1630:ILE:HD12 | 2:F:2059:LEU:HD11 1.88 0.53
2:F:3021:GLN:OE1 | 2:F:3062:VAL:HG11 2.08 0.53
2:F:3310:GLU:OE2 2:F:3358:SER:OG 2.13 0.53
2:H:982:LEU:O 2:H:986:LEU:HG 2.08 0.53
2:H:2059:LEU:HB3 2:H:2060:MET:-HE2 1.89 0.53
2:H:3453:HIS:0O 2:H:3457:VAL:HG13 2.07 0.53
2:H:3459:GLN:HB2 | 2:H:3460:PRO:HD3 1.91 0.53
2:H:4535:PRO:O 2:H:4541:LYS:HE2 2.08 0.53
2:B:814:LEU:HD13 2:B:1024:LEU:CD2 2.38 0.53
2:B:1138:PHE:HD1 | 2:B:1170:THR:HG22 1.73 0.53
2:B:1798:ARG:NH1 2:B:1970:GLU:OE1 2.41 0.53
2:B:1889:PRO:0O 2:B:1893:ARG:HG3 2.08 0.53
2:D:884:LYS:CB 2:D:905:LEU:HD21 2.38 0.53
2:D:1138:PHE:HD1 | 2:D:1170: THR:HG22 1.73 0.53
2:D:1742:ASP:O 2:D:1746:1LE:HG13 2.08 0.53
2:D:1830:GLY:O 2:D:1834:VAL:HG13 2.09 0.53
2:D:3558:ALA:HB2 2:D:3627:MET:SD 2.48 0.53
2:D:4706:LEU:HD21 2:F:4736:ILE:CD1 2.39 0.53
2:F:632:GLN:O 2:F:1534:LEU:HD12 2.08 0.53
2:F:3244:GLU:O 2:F:3248:LEU:HD13 2.08 0.53
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2:F:4706:LEU:HD21 2:H:4736:ILE:CD1 2.39 0.53
2:H:217:TYR:CD2 2:H:344:PRO:HB2 2.44 0.53
2:H:524:LEU:HD21 2:H:538:PHE:CZ 2.44 0.53
2:H:3105:LEU:O 2:H:3109:-MET:HG3 2.08 0.53
2:B:3936:MET:HE2 2:B:3936:MET:HA 1.90 0.53
2:D:524:LEU:HD21 2:D:538:PHE:CZ 2.44 0.53
2:D:703:ASN:HA 2:D:707:ASP:0D2 2.09 0.53
2:D:2434:GLU:O 2:D:2437:THR:HG23 2.09 0.53
2:D:4071:GLU:OE1 2:D:4841: TRP:NE1 2.39 0.53
2:F:2190:ILE:CD1 2:F:2277:-VAL:HG11 2.36 0.53
2:F:4074:VAL:O 2:F:4078:GLU:HG3 2.08 0.53
2:H:237:PRO:HG2 2:H:245:GLN:O 2.09 0.53
2:H:803:PRO:HB2 2:H:806:TYR:CD1 2.43 0.53
2:H:994: TRP:O 2:H:998:ARG:HG2 2.07 0.53
2:H:3244:GLU:O 2:H:3248:LEU:HD13 2.08 0.53
2:H:3404:ARG:HG3 | 2:H:3441:ILE:HD13 1.90 0.53
2:H:3582:CYS:SG 2:H:3615:LEU:HD12 2.49 0.53
2:H:4070:MET:HA 2:H:4070:MET:-HE2 1.91 0.53
2:B:320:PHE:CE1 2:B:355:VAL:HG22 2.42 0.53
2:B:474:ASN:O 2:B:478:GLU:HG3 2.09 0.53
2:B:1807:MET:O 2:B:1811:LEU:HG 2.08 0.53
2:B:3404:ARG:HG3 | 2:B:3441:1LE:HD13 1.90 0.53
2:B:3582:CYS:SG 2:B:3615:LEU:HD12 2.49 0.53
2:D:1332:ILE:HD12 2:D:1459:PHE:HA 1.90 0.53
2:D:2833:ILE:HD12 | 2:D:2908:LEU:HD22 1.89 0.53
2:D:2935:ASP:O 2:D:2939:VAL:HG23 2.09 0.53
2:D:3860:GLN:O 2:D:3864:VAL:HG23 2.09 0.53
2:F:524:LEU:HD21 2:F:538:PHE:CZ 2.44 0.53
2:F:1625:-MET:HE1 2:F:2021:LEU:CG 2.38 0.53
2:F:2833:ILE:HD12 | 2:F:2908:LEU:HD22 1.89 0.53
2:F:3558:ALA:HB2 2:F:3627:MET:SD 2.48 0.53
2:F:3582:CYS:SG 2:F:3615:LEU:HD12 2.49 0.53
2:F:3680:LEU:HD22 2:F:3719:PHE:HZ 1.72 0.53
2:F:3761: TYR:CE2 2:F:3800:ILE:HD11 2.43 0.53
2:F:4419:PHE:O 2:F:4456:GLN:HG2 2.09 0.53
2:H:2935:ASP:0O 2:H:2939:VAL:HG23 2.09 0.53
2:B:1390:VAL:HG12 | 2:B:1433: THR:HG21 1.90 0.53
2:B:2324: THR:HG22 | 2:B:2371:TYR:CD2 2.44 0.53
2:B:2434:GLU:O 2:B:2437: THR:HG23 2.09 0.53
2:B:3105:LEU:O 2:B:3109:MET:HG3 2.08 0.53
2:D:803:PRO:HB2 2:D:806:TYR:CD1 2.43 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

2:D:1625:MET:HE1 2:D:2021:LEU:CG 2.38 0.53
2:D:3438:GLU:O 2:D:3442:GLU:HG3 2.08 0.53
2:D:4535:PRO:O 2:D:4541:LYS:HE2 2.08 0.53
2:F:814:LEU:HD13 2:F:1024:LEU:CD2 2.38 0.53
2:F:884:LYS:CB 2:F:905:LEU:HD21 2.38 0.53
2:F:2027:LEU:CB 2:F:2040:MET:-HE3 2.39 0.53
2:F:2324: THR:HG22 | 2:F:2371:TYR:CD2 2.44 0.53
2:H:1830:GLY:O 2:H:1834:VAL:HG13 2.09 0.53
2:H:3761: TYR:CE2 2:H:3800:ILE:HD11 2.43 0.53
2:B:3438:GLU:O 2:B:3442:GLU:HG3 2.08 0.53
2:B:4070:MET:HE2 2:B:4070:MET:HA 1.91 0.53
2:B:4419:PHE:O 2:B:4456:GLN:HG2 2.09 0.53
2:B:4463:ALA:HB3 2:B:4464:PRO:HD3 1.91 0.53
2:D:43:LEU:HG 2:D:445:ASP:HB3 1.90 0.53
2:D:217:TYR:CD2 2:D:344:PRO:HB2 2.44 0.53
2:D:632:GLN:O 2:D:1534:LEU:HD12 2.08 0.53
2:D:1807:MET:O 2:D:1811:LEU:HG 2.08 0.53
2:D:2074:VAL:HG22 2:D:2117:TYR:CZ 2.44 0.53
2:D:3152:PRO:HD2 | 2:D:3153:PRO:HD2 1.91 0.53
2:F:419:SER:HA 2:F:422:VAL:HG12 1.91 0.53
2:F:1830:GLY:O 2:F:1834:VAL:HG13 2.09 0.53
2:H:4635:LEU:O 2:H:4638:ILE:HG23 2.09 0.53
2:B:1625:MET:HE1 2:B:2021:LEU:CG 2.38 0.52
2:B:1830:GLY:O 2:B:1834:VAL:HG13 2.09 0.52
2:B:4635:LEU:O 2:B:4638:1LE:HG23 2.09 0.52
2:D:891:PHE:HA 2:D:905:LEU:HD12 1.91 0.52
2:D:1025:LEU:O 2:D:1030:LYS:HE2 2.08 0.52
2:D:1798:ARG:NH1 | 2:D:1970:GLU:OE1 2.41 0.52
2:D:2192:GLY:O 2:D:2196:LEU:HG 2.09 0.52
2:F:396: THR:O 2:F:397:LEU:HD23 2.10 0.52
2:F:1009:GLN:O 2:F:1017:PRO:HD3 2.10 0.52
2:F:1798:ARG:NH1 2:F:1970:GLU:OE1 2.41 0.52
2:F:2192:GLY:O 2:F:2196:LEU-HG 2.09 0.52
1:G:25:VAL:HG12 1:G:104:LEU:HD12 1.92 0.52
2:B:1742:ASP:0O 2:B:1746:1LE:HG13 2.08 0.52
2:B:3860:GLN:O 2:B:3864:VAL:HG23 2.09 0.52
2:D:1009:GLN:O 2:D:1017:PRO:HD3 2.10 0.52
2:D:2027:LEU:CB 2:D:2040:-MET:HES3 2.39 0.52
2:D:2047:ILE:HG21 | 2:D:2065:MET:HE1 1.90 0.52
1:E:25:VAL:HG12 1:E:104:LEU:HD12 1.92 0.52
2:F:648:LEU:HD13 2:F:660: TRP:CG 2.44 0.52
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2:F:859:VAL:HG11 2:F:931:LEU:HB2 1.89 0.52
2:F:3152:PRO:HD2 2:F:3153:PRO:HD2 1.91 0.52
2:F:4070:MET:HE2 2:F:4070:-MET:HA 1.91 0.52
2:H:396: THR:O 2:H:397:LEU:HD23 2.10 0.52
2:H:474:ASN:O 2:H:478:GLU:HG3 2.09 0.52
2:H:648:LEU:HD13 2:H:660: TRP:CG 2.44 0.52
2:H:1025:LEU:O 2:H:1030:LYS:HE2 2.08 0.52
2:H:2027:LEU:CB 2:H:2040:MET:HE3 2.39 0.52
2:H:2115:LEU:HD21 | 2:H:2154:LEU:HD21 1.91 0.52
2:H:2192:GLY:O 2:H:2196:LEU:HG 2.09 0.52
2:B:557:GLY:O 2:B:561:VAL:HG23 2.08 0.52
2:B:648:LEU:HD13 2:B:660: TRP:CG 2.44 0.52
2:B:1475:PHE:CE2 2:B:1487:PRO:HG2 2.45 0.52
2:B:2027:-LEU:CB 2:B:2040:MET:HE3 2.39 0.52
2:B:2115:LEU:HD21 | 2:B:2154:LEU:HD21 1.91 0.52
2:B:4477:SER:O 2:B:4481:VAL:HG23 2.09 0.52
2:D:396:THR:O 2:D:397:LEU:HD23 2.10 0.52
2:D:2820:LYS:HD3 2:D:2897:-MET:CE 2.38 0.52
2:F:407:ALA:O 2:F:411:1ILE:HG13 2.08 0.52
2:F:3438:GLU:O 2:F:3442:GLU:HG3 2.08 0.52
2:F:3860: GLN:O 2:F:3864:VAL:HG23 2.09 0.52
2:F:4463:ALA:HB3 2:F:4464:PRO:HD3 1.91 0.52
2:H:1585:ASP:0OD1 2:H:1585:ASP:N 2.42 0.52
2:H:2074:VAL:HG22 2:H:2117:TYR:CZ 2.44 0.52
2:H:4419:PHE:O 2:H:4456:GLN:HG2 2.09 0.52
2:H:4477:SER:O 2:H:4481:VAL:HG23 2.09 0.52
2:B:2192:GLY:O 2:B:2196.LEU:HG 2.09 0.52
2:D:648:LEU:HD13 2:D:660: TRP:CG 2.44 0.52
2:D:3459:GLN:HB2 | 2:D:3460:PRO:HD3 1.91 0.52
2:D:4419:PHE:O 2:D:4456:GLN:HG2 2.09 0.52
2:F:1809:GLU:HG2 2:F:1981:MET:HE1 1.92 0.52
2:F:3249:.ILE:HD12 | 2:F:3250:LEU:HD23 1.89 0.52
2:F:3850: GLU:O 2:F:3854:GLU:HG3 2.10 0.52
2:F:4475:VAL:O 2:F:4479:-VAL:HG13 2.10 0.52
2:H:2820:LYS:HD3 2:H:2897:MET:HE1 1.91 0.52
2:B:225:ARG:HG2 2:B:262:SER:O 2.10 0.52
2:B:889: TRP:HA 2:B:900:ARG:CB 2.30 0.52
2:B:2074:VAL:HG22 2:B:2117:TYR:CZ 2.44 0.52
1:C:25:VAL:HG12 1:C:104:LEU:HD12 1.92 0.52
2:D:474:ASN:O 2:D:478:GLU:HG3 2.09 0.52
2:D:859:VAL:HG11 2:D:931:LEU:HB2 1.89 0.52
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2:D:2449:ARG:O 2:D:2449:ARG:NH1 2.32 0.52
2:D:3252:GLU:O 2:D:3255:VAL:HG22 2.10 0.52
2:D:4475:VAL:O 2:D:4479:VAL:HG13 2.10 0.52
2:F:43:LEU:HG 2:F:445:ASP:HB3 1.90 0.52
2:F:2935:ASP:O 2:F:2939:VAL:HG23 2.09 0.52
2:F:3404:ARG:HG3 2:F:3441:1LE:HD13 1.90 0.52
2:F:4684:PHE:HB2 2:F:4735:ARG:NH2 2.24 0.52
2:H:814:LEU:HD13 2:H:1024:LEU:CD2 2.38 0.52
2:H:884:LYS:CB 2:H:905:LEU:HD21 2.38 0.52
2:H:1158:SER:OG 2:H:1176:LEU:HG 2.10 0.52
2:H:3936:MET:HE2 2:H:3936:MET:HA 1.90 0.52
2:B:1025:LEU:O 2:B:1030:LYS:HE2 2.08 0.52
2:B:4475:VAL:O 2:B:4479:VAL:HG13 2.10 0.52
2:D:1475:PHE:CE2 | 2:D:1487:PRO:HG2 2.45 0.52
2:D:1539:GLU:OE1 2:D:1541:ARG:NE 2.41 0.52
2:D:3105:LEU:O 2:D:3109:MET:HG3 2.08 0.52
2:D:3455:GLU:O 2:D:3459:GLN:HG3 2.10 0.52
2:D:3850:GLU:O 2:D:3854:GLU:HG3 2.10 0.52
2:F:872:LEU:HD11 2:F:1040:ALA:HA 1.91 0.52
2:F:982:LEU:O 2:F:986:LEU:HG 2.08 0.52
2:F:1840:ASN:OD1 2:F:1892:ILE:HD11 2.08 0.52
2:F:2074:VAL:HG22 2:F:2117:'TYR:CZ 2.44 0.52
2:F:2434:GLU:O 2:F:2437: THR:HG23 2.09 0.52
2:F:3690:ASN:HD21 2:F:3694:ARG:HE 1.58 0.52
2:H:590:LYS:NZ 2:H:1478:GLU:OE2 2.38 0.52
2:H:1809:GLU:HG2 | 2:H:1981:MET:HE1 1.92 0.52
2:H:2047:ILE:HG21 2:H:2065:MET:HE1 1.90 0.52
2:H:4463:ALA:HB3 | 2:H:4464:PRO:HD3 1.91 0.52
2:B:524:LEU:HD21 2:B:538:PHE:CZ 2.44 0.52
2:B:4684:PHE:HB2 2:B:4735:ARG:NH2 2.24 0.52
2:D:2027:LEU:HB3 2:D:2040:-MET:HES3 1.92 0.52
2:F:3252:GLU:O 2:F:3255:VAL:HG22 2.10 0.52
2:H:419:SER:HA 2:H:422:VAL:HG12 1.91 0.52
2:H:997:ASP:0O 2:H:1001:GLN:HG2 2.10 0.52
2:H:3690:ASN:HD21 2:H:3694:ARG:HE 1.58 0.52
2:B:43:LEU:HG 2:B:445:ASP:HB3 1.90 0.52
2:B:1158:SER:OG 2:B:1176:LEU:HG 2.10 0.52
2:B:2468:LEU:HD23 2:B:2500:MET:SD 2.50 0.52
2:D:237:PRO:HG2 2:D:245:GLN:O 2.09 0.52
2:D:2037:GLU:HG3 | 2:D:2089:MET:HE2 1.91 0.52
2:D:2820:LYS:HD3 2:D:2897:MET:HE1 1.91 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:3582:CYS:SG 2:D:3615:LEU:HD12 2.49 0.52
2:D:4477:SER:O 2:D:4481:VAL:HG23 2.09 0.52
2:F:217:TYR:CD2 2:F:344:PRO:HB2 2.44 0.52
2:F:3455:GLU:O 2:F:3459:GLN:HG3 2.10 0.52
2:F:4402:LEU:HD13 | 2:F:4479:VAL:CG2 2.40 0.52
2:H:1009:GLN:O 2:H:1017:PRO:HD3 2.10 0.52
2:H:2324: THR:HG22 | 2:H:2371:TYR:CD2 2.44 0.52
2:H:3455:GLU:O 2:H:3459:GLN:HG3 2.10 0.52
2:H:3860:GLN:O 2:H:3864:VAL:HG23 2.09 0.52
2:H:4684:PHE:HB2 2:H:4735:ARG:NH2 2.24 0.52
1:A:25:VAL:HG12 1:A:104:LEU:HD12 1.92 0.52
2:B:891:PHE:HA 2:B:905:LEU:HD12 1.91 0.52
2:B:1114:LEU:HD22 2:B:1192:SER:HB2 1.91 0.52
2:B:2935:ASP:0O 2:B:2939:VAL:HG23 2.09 0.52
2:B:4402:LEU:HD13 | 2:B:4479:VAL:CG2 2.40 0.52
2:D:1809:GLU:HG2 | 2:D:1981:MET:HE1 1.92 0.52
2:D:3690:ASN:HD21 2:D:3694:ARG:HE 1.58 0.52
2:D:3776:TYR:OH 2:D:3783:ASP:OD1 2.19 0.52
2:F:225:ARG:HG2 2:F:262:SER:O 2.10 0.52
2:F:3776: TYR:OH 2:F:3783:ASP:0OD1 2.19 0.52
2:H:703:ASN:HA 2:H:707:ASP:0D2 2.09 0.52
2:B:593:ARG:NH2 2:B:1537:PRO:HD2 2.25 0.52
2:B:1809:GLU:HG2 2:B:1981:MET:HE1 1.92 0.52
2:B:1997:LEU:O 2:B:2001:ARG:HG3 2.10 0.52
2:B:2822:1ILE:HD13 2:B:2865:VAL:CG2 2.33 0.52
2:D:518:ASN:O 2:D:522:LYS:HG3 2.10 0.52
2:D:2324:THR:HG22 | 2:D:2371:TYR:CD2 2.44 0.52
2:D:3404:ARG:HG3 | 2:D:3441:ILE:HD13 1.90 0.52
2:D:4453:PHE:CE2 2:F:4678:PHE:CE2 2.98 0.52
2:D:4463:ALA:HB3 2:D:4464:PRO:HD3 1.91 0.52
2:F:869:ARG:HG2 2:F:923:SER:OG 2.10 0.52
2:F:2862:LEU:HB2 2:F:2863:PRO:HD3 1.92 0.52
2:F:4398:ASN:O 2:F:4402:LEU:-HG 2.10 0.52
2:F:4477:SER:O 2:F:4481:VAL:HG23 2.09 0.52
2:H:3252:GLU:O 2:H:3255:VAL:HG22 2.10 0.52
2:H:4398:ASN:O 2:H:4402:LEU:HG 2.10 0.52
2:B:518:ASN:O 2:B:522:LYS:HG3 2.10 0.51
2:B:869:ARG:HG2 2:B:923:SER:OG 2.10 0.51
2:B:997:ASP:O 2:B:1001:GLN:HG2 2.10 0.51
2:B:3455:GLU:O 2:B:3459:GLN:HG3 2.10 0.51
2:D:593:ARG:NH2 2:D:1537:PRO:HD2 2.25 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:1158:SER:OG 2:D:1176:LEU:HG 2.10 0.51
2:D:1997:LEU:O 2:D:2001:ARG:HG3 2.10 0.51
2:D:2985:SER:HA 2:D:2988:1LE:HG12 1.92 0.51
2:D:4505:GLU:O 2:D:4550:LYS:NZ 2.34 0.51
2:F:997:ASP:O 2:F:1001:GLN:HG2 2.10 0.51
2:H:225:ARG:HG2 2:H:262:SER:O 2.10 0.51
2:B:396: THR:O 2:B:397:LEU:HD23 2.10 0.51
2:B:462:LYS:O 2:B:466:LEU:HG 2.11 0.51
2:B:3084:ARG:O 2:B:3088:ILE:HG13 2.10 0.51
2:B:3252:GLU:O 2:B:3255:VAL:HG22 2.10 0.51
2:B:3305:ASN:O 2:B:3309:GLU:HG2 2.11 0.51
2:B:4678:PHE:CE2 2:H:4453:PHE:CE2 2.98 0.51
2:D:225:ARG:HG2 2:D:262:SER:O 2.10 0.51
2:D:872:LEU:HD11 2:D:1040:ALA:HA 1.91 0.51
2:D:1114:LEU:HD22 | 2:D:1192:SER:HB2 1.91 0.51
2:D:2468:LEU:HD23 2:D:2500:MET:SD 2.50 0.51
2:F:2027:LEU:HB3 2:F:2040:MET:HE3 1.92 0.51
2:F:2115:LEU:HD21 | 2:F:2154:LEU:HD21 1.91 0.51
2:H:1475:PHE:CE2 2:H:1487:PRO:HG2 2.45 0.51
2:H:2468:LEU:HD23 2:H:2500:-MET:SD 2.50 0.51
2:H:3084:ARG:O 2:H:3088:ILE:HG13 2.10 0.51
2:B:2449:ARG:O 2:B:2449:ARG:NH1 2.32 0.51
2:B:3339:GLN:HA 2:B:3342:GLU:OE2 2.11 0.51
2:D:243:ASP:0OD1 2:D:243:ASP:N 2.37 0.51
2:D:462:LYS:O 2:D:466:LEU:HG 2.11 0.51
2:D:2862:LEU:HB2 2:D:2863:PRO:HD3 1.92 0.51
2:D:3305:ASN:O 2:D:3309:GLU:HG2 2.11 0.51
2:D:4070:MET:HE2 2:D:4070:MET:HA 1.91 0.51
2:F:593:ARG:NH2 2:F:1537:PRO:HD2 2.25 0.51
2:F:1158:SER:OG 2:F:1176:LEU:HG 2.10 0.51
2:F:1491:ASP:0OD1 2:F:1492:VAL:N 2.44 0.51
2:F:4046:LYS:O 2:F:4050:LYS:HG3 2.11 0.51
2:H:120:LEU:HD11 2:H:137:VAL:HG12 1.93 0.51
2:H:1997:LEU:O 2:H:2001:ARG:HG3 2.10 0.51
2:H:2315:ARG:HD2 | 2:H:2319:ARG:HH21 1.76 0.51
2:B:3690:ASN:HD21 2:B:3694:ARG:HE 1.58 0.51
2:B:4046:LYS:O 2:B:4050:LYS:HG3 2.11 0.51
2:D:35:LYS:H 2:D:54:SER:HB3 1.76 0.51
2:D:420:GLN:HG3 2:D:434:LEU:HD12 1.93 0.51
2:D:997:ASP:O 2:D:1001:GLN:HG2 2.10 0.51
2:D:1347:TRP:CD1 | 2:D:1422:LEU:HD23 2.46 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:459:HIS:O 2:F:463:GLN:HG2 2.10 0.51
2:F:1475:PHE:CE2 2:F:1487:PRO:HG2 2.45 0.51
2:F:4531: THR:O 2:F:4544:LYS:NZ 2.41 0.51
2:H:462:LYS:O 2:H:466:LEU:HG 2.11 0.51
2:H:869:ARG:HG2 2:H:923:SER:OG 2.10 0.51
2:H:887:LEU:O 2:H:900:ARG:NH1 2.44 0.51
2:H:2337:LEU:HD13 | 2:H:2397:LEU:HD11 1.92 0.51
2:H:3152:PRO:HD2 | 2:H:3153:PRO:HD2 1.91 0.51
2:H:4071:GLU:OE1 2:H:4841: TRP:NE1 2.39 0.51
2:B:320:PHE:HE1 2:B:355:VAL:HG22 1.76 0.51
2:B:887:LEU:O 2:B:900:ARG:NH1 2.44 0.51
2:B:4453:PHE:CE2 2:D:4678:PHE:CE2 2.98 0.51
2:D:977:PRO:HD2 2:D:978:PRO:HD2 1.92 0.51
2:D:3071:ARG:HA | 2:D:3079:ASN:HD21 1.76 0.51
2:D:3084:ARG:O 2:D:3088:ILE:HG13 2.10 0.51
2:D:3527:-MET:HG3 | 2:D:3618:ARG:NH1 2.19 0.51
2:D:4527:LEU:O 2:D:4596:LYS:HE2 2.11 0.51
2:F:474:ASN:O 2:F:478:GLU:HG3 2.09 0.51
2:F:1114:LEU:HD22 2:F:1192:SER:HB2 1.91 0.51
2:F:2037:GLU:HG3 2:F:2089:MET:HE2 1.91 0.51
2:F:2468:LEU:HD23 2:F:2500:-MET:SD 2.50 0.51
2:F:3339:GLN:HA 2:F:3342:GLU:OE2 2.11 0.51
2:H:636:1LE:HD11 2:H:1531:MET:CE 2.41 0.51
2:H:1820:GLN:O 2:H:1824:GLU:HG3 2.11 0.51
2:H:1958:GLU:O 2:H:1962:GLN:HG3 2.11 0.51
2:H:2027:LEU:HB3 2:H:2040:MET:-HE3 1.92 0.51
2:H:2862:LEU:HB2 2:H:2863:PRO:HD3 1.92 0.51
2:H:3850:GLU:O 2:H:3854:GLU:HG3 2.10 0.51
2:B:930:LEU:CD2 2:B:986:LEU:HD21 2.40 0.51
2:B:2820:LYS:HD3 2:B:2897:-MET:HE1 1.91 0.51
2:B:3152:PRO:HD2 2:B:3153:PRO:HD2 1.91 0.51
2:D:1958:GLU:O 2:D:1962:GLN:HG3 2.11 0.51
2:F:2820:LYS:HD3 2:F:2897:MET:HE1 1.91 0.51
2:F:3077:VAL:HA 2:F:3080: THR:CG2 2.40 0.51
2:H:872:LEU:HD11 2:H:1040:ALA:HA 1.91 0.51
2:B:120:LEU:HD11 2:B:137:VAL:HG12 1.93 0.51
2:B:1958:GLU:O 2:B:1962:GLN:HG3 2.11 0.51
2:B:3077:VAL:HA 2:B:3080: THR:CG2 2.40 0.51
2:D:1491:ASP:OD1 2:D:1492:VAL:N 2.44 0.51
2:F:35:LYS:H 2:F:54:SER:HB3 1.76 0.51
2:F:120:LEU:HD11 2:F:137:VAL:HG12 1.93 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:F:1820:GLN:O 2:F:1824:GLU:HG3 2.11 0.51
2:H:950:LYS:HG2 2:H:968:LEU:HD23 1.93 0.51
2:H:2437:THR:HG22 | 2:H:2479:-MET:HG2 1.93 0.51
2:H:4046:LYS:O 2:H:4050:LYS:HG3 2.11 0.51
2:B:271:1ILE:HD12 5:B:5305:ATP:PG 2.50 0.51
2:B:1138:PHE:CD1 | 2:B:1170:THR:HG22 2.46 0.51
2:B:1491:ASP:OD1 2:B:1492:VAL:N 2.44 0.51
2:B:2376:GLN:OE1 | 2:B:2433: THR:HG22 2.11 0.51
2:D:869:ARG:HG2 2:D:923:SER:OG 2.10 0.51
2:D:1206:ASP:0O 2:D:1209: THR:OG1 2.29 0.51
2:D:2115:LEU:HD21 | 2:D:2154:LEU:HD21 1.91 0.51
2:D:2488:VAL:HG21 | 2:D:2535:LEU:CD1 2.41 0.51
2:D:4535:PRO:HB2 2:D:4538:TYR:HB3 1.93 0.51
2:F:420:GLN:HG3 2:F:434:LEU:HD12 1.93 0.51
2:F:869:ARG:CB 2:F:927:LEU:HD11 2.40 0.51
2:F:937:ILE:HG12 2:F:1051:ILE:CD1 2.40 0.51
2:F:1072:ARG:HD2 2:F:1074:PHE:CZ 2.46 0.51
2:F:1347:TRP:CD1 | 2:F:1422:LEU:HD23 2.46 0.51
2:H:977:PRO:HD2 2:H:978:PRO:HD2 1.92 0.51
2:H:3305:ASN:O 2:H:3309:GLU:HG2 2.11 0.51
2:H:4475:VAL:O 2:H:4479:VAL:HG13 2.10 0.51
2:D:615:ASN:O 2:D:619:1ILE:HG13 2.11 0.51
2:D:1072:ARG:HD2 2:D:1074:PHE:CZ 2.46 0.51
2:D:1834:VAL:O 2:D:1838:GLN:HG3 2.11 0.51
2:D:4398:ASN:O 2:D:4402:LEU:HG 2.10 0.51
2:F:615:ASN:O 2:F:619:ILE:HG13 2.11 0.51
2:F:2376:GLN:OE1 | 2:F:2433:THR:HG22 2.11 0.51
2:H:593:ARG:NH2 2:H:1537:PRO:HD2 2.25 0.51
2:H:882:MET:SD 2:H:967:PRO:HG3 2.51 0.51
2:H:1347:TRP:CD1 | 2:H:1422:LEU:HD23 2.46 0.51
2:B:51:GLU:OE2 2:B:308:ARG:NH2 2.43 0.51
2:B:420:GLN:HG3 2:B:434:LEU:HD12 1.93 0.51
2:B:475:LEU:O 2:B:479:GLU:HG2 2.11 0.51
2:B:1037:LEU:O 2:B:1041:VAL:HG23 2.11 0.51
2:B:1072:ARG:HD2 2:B:1074:PHE:CZ 2.46 0.51
2:B:1347: TRP:CD1 | 2:B:1422:LEU:HD23 2.46 0.51
2:B:1834:VAL:O 2:B:1838:GLN:HG3 2.11 0.51
2:B:2027:LEU:HB3 2:B:2040:MET:HE3 1.92 0.51
2:B:4398:ASN:O 2:B:4402:LEU:-HG 2.10 0.51
2:D:51:GLU:OE2 2:D:308:ARG:NH2 2.43 0.51
2:D:2337:LEU:HD13 | 2:D:2397:LEU:HD11 1.92 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:3339:GLN:HA 2:D:3342:GLU:OE2 2.11 0.51
2:D:4684:PHE:HB2 | 2:D:4735:ARG:NH2 2.24 0.51
2:F:1037:LEU:O 2:F:1041:VAL:HG23 2.11 0.51
2:F:2338:PRO:HB3 2:F:2348:GLU:HA 1.93 0.51
2:F:2437: THR:HG22 | 2:F:2479:MET:HG2 1.93 0.51
2:F:3084:ARG:O 2:F:3088:ILE:HG13 2.10 0.51
2:H:320:PHE:HE1 2:H:355:VAL:HG22 1.76 0.51
2:H:461:ASP:O 2:H:465:LYS:HG2 2.11 0.51
2:H:930:LEU:CD2 2:H:986:LEU:HD21 2.40 0.51
2:H:1072:ARG:HD2 2:H:1074:PHE:CZ 2.46 0.51
2:H:3339:GLN:HA 2:H:3342:GLU:OE2 2.11 0.51
2:B:636:ILE:HD11 2:B:1531:MET:CE 2.41 0.50
2:B:2037:GLU:HG3 | 2:B:2089:MET:HE2 1.91 0.50
2:B:3214:1ILE:HG23 | 2:B:3292:MET:HE1 1.94 0.50
2:B:4029:1LE:CD1 2:B:4845:PRO:HB3 2.42 0.50
2:D:120:LEU:HD11 2:D:137:VAL:HG12 1.93 0.50
2:D:459:HIS: O 2:D:463:GLN:HG2 2.10 0.50
2:D:1820:GLN:O 2:D:1824:GLU:HG3 2.11 0.50
2:D:4402:LEU:HD13 | 2:D:4479:VAL:CG2 2.40 0.50
2:F:51:GLU:OE2 2:F:308:ARG:NH2 2.43 0.50
2:F:950:LYS:HG2 2:F:968:LEU:HD23 1.93 0.50
2:F:977:PRO:HD2 2:F:978:PRO:HD2 1.92 0.50
2:F:1997:LEU:O 2:F:2001:ARG:HG3 2.10 0.50
2:F:4453:PHE:CE2 2:H:4678:PHE:CE2 2.98 0.50
2:F:4527:LEU:O 2:F:4596:LYS:HE2 2.11 0.50
2:H:35:LYS:H 2:H:54:SER:HB3 1.76 0.50
2:H:459:HIS:O 2:H:463:GLN:HG2 2.10 0.50
2:H:1114:LEU:HD22 | 2:H:1192:SER:HB2 1.91 0.50
2:B:872:LEU:HD11 2:B:1040:ALA:HA 1.91 0.50
2:B:977:PRO:HD2 2:B:978:PRO:HD2 1.92 0.50
2:B:2315:ARG:HD2 | 2:B:2319:ARG:HH21 1.76 0.50
2:B:3850:GLU:O 2:B:3854:GLU:HG3 2.10 0.50
2:B:4527.LEU:O 2:B:4596:LYS:HE2 2.11 0.50
2:D:271:ILE:HD12 5:D:5305:ATP:PG 2.50 0.50
2:D:320:PHE:HE1 2:D:355:VAL:HG22 1.76 0.50
2:D:475:LEU:O 2:D:479:GLU:HG2 2.11 0.50
2:D:1585:ASP:0OD1 2:D:1585:ASP:N 2.42 0.50
2:D:3755:1LE:HG22 | 2:D:3819:LEU:HD21 1.93 0.50
2:F:461:ASP:O 2:F:465:LYS:HG2 2.11 0.50
2:F:2985:SER:HA 2:F:2988:ILE:HG12 1.92 0.50
2:F:3379:ASP:O 2:F:3383:ILE:HG13 2.12 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:271:.1ILE:HD12 5:H:5305:ATP:PG 2.50 0.50
2:H:708:ASP:0OD1 2:H:711:SER:OG 2.29 0.50
2:H:1491:ASP:OD1 2:H:1492:VAL:N 2.44 0.50
2:H:2985:SER:HA 2:H:2988:ILE:HG12 1.92 0.50
2:H:3214:ILE:HG23 | 2:H:3292:MET:HE1 1.94 0.50
2:B:35:LYS:H 2:B:54:SER:HB3 1.76 0.50
2:B:615:ASN:O 2:B:619:ILE:HG13 2.11 0.50
2:B:1820:GLN:O 2:B:1824:GLU:HG3 2.11 0.50
2:D:882:MET:SD 2:D:967:PRO:HG3 2.51 0.50
2:D:1037:LEU:O 2:D:1041:VAL:HG23 2.11 0.50
2:D:1138:PHE:CD1 | 2:D:1170:THR:HG22 2.46 0.50
2:D:2204:PHE:CZ 2:D:2207:SER:HA 2.47 0.50
2:D:2376:GLN:OE1 | 2:D:2433: THR:HG22 2.11 0.50
2:D:2836:LEU:O 2:D:2839:1LE:HG12 2.12 0.50
2:D:3379:ASP:O 2:D:3383:ILE:HG13 2.12 0.50
2:F:271:ILE:HD12 5:F:5305:ATP:PG 2.50 0.50
2:F:1973:1ILE:H 2:F:1973:ILE:HD12 1.77 0.50
2:F:2204:PHE:CZ 2:F:2207:SER:HA 2.47 0.50
2:F:2337:LEU:HD13 | 2:F:2397:LEU:HD11 1.92 0.50
2:F:3527:-MET:HG3 | 2:F:3618:ARG:NH1 2.19 0.50
2:H:475:LEU:O 2:H:479:GLU:HG2 2.11 0.50
2:H:1666:ARG:H 2:H:1682:GLN:NE2 2.10 0.50
2:H:1834:VAL:O 2:H:1838:GLN:HG3 2.11 0.50
2:H:2037:GLU:HG3 | 2:H:2089:MET:HE2 1.91 0.50
2:H:2376:GLN:OE1 | 2:H:2433: THR:HG22 2.11 0.50
2:B:459:HIS:O 2:B:463:GLN:HG2 2.10 0.50
2:B:836:ASP:OD1 2:B:1200:ARG:NE 2.31 0.50
2:B:882:MET:SD 2:B:967:PRO:HG3 2.51 0.50
2:B:2204:PHE:CZ 2:B:2207:SER:HA 2.47 0.50
2:B:2985:SER:HA 2:B:2988:1LE:HG12 1.92 0.50
2:B:4056:PHE:O 2:B:4060:VAL:HG12 2.12 0.50
2:D:887:LEU:O 2:D:900:ARG:NH1 2.44 0.50
2:D:3214:ILE:HG23 | 2:D:3292:MET:HE1 1.94 0.50
2:F:462:LYS:0O 2:F:466:LEU:-HG 2.11 0.50
2:F:708:ASP:OD1 2:F:711:SER:OG 2.29 0.50
2:F:1138:PHE:CD1 | 2:F:1170: THR:HG22 2.46 0.50
2:F:3071:ARG:HA 2:F:3079:ASN:HD21 1.76 0.50
2:H:2434:GLU:O 2:H:2437:- THR:HG23 2.09 0.50
2:H:2836:LEU:O 2:H:2839:ILE:HG12 2.12 0.50
2:H:3071:ARG:HA | 2:H:3079:ASN:HD21 1.76 0.50
2:H:3379:ASP:O 2:H:3383:ILE:HG13 2.12 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:H:4531: THR:O 2:H:4544:L.YS:NZ 2.41 0.50
2:B:28:ASN:OD1 2:B:33:GLN:HG2 2.11 0.50
2:B:2862:LEU:HB2 2:B:2863:PRO:HD3 1.92 0.50
1:C:15: THR:HG22 1:C:107:LEU:HD12 1.93 0.50
2:D:461:ASP:O 2:D:465:LYS:HG2 2.11 0.50
2:F:475:LEU:O 2:F:479:GLU:HG2 2.11 0.50
2:F:887:LEU:O 2:F:900:ARG:NH1 2.44 0.50
2:F:1666:ARG:H 2:F:1682:GLN:NE2 2.10 0.50
2:F:2967:GLU:O 2:F:2971:LEU:HD13 2.12 0.50
2:F:3755:ILE:HG22 | 2:F:3819:LEU:HD21 1.93 0.50
2:F:4029:ILE:CD1 2:F:4845:PRO:HB3 2.42 0.50
2:H:518:ASN:O 2:H:522:LYS:HG3 2.10 0.50
2:H:1438:GLU:O 2:H:1441:THR:OG1 2.24 0.50
2:H:4402:LEU:HD13 | 2:H:4479:VAL:CG2 2.40 0.50
2:B:950:LYS:HG2 2:B:968:LEU:HD23 1.93 0.50
2:B:955:LYS:HG3 2:B:958:MET:SD 2.52 0.50
2:B:1009:GLN:O 2:B:1017:PRO:HD3 2.10 0.50
2:B:1212:PHE:HD1 2:B:1215:MET:HE2 1.77 0.50
2:B:3071:ARG:HA | 2:B:3079:ASN:HD21 1.76 0.50
2:D:955:LYS:HG3 2:D:958: MET:SD 2.52 0.50
2:D:2315:ARG:HD2 | 2:D:2319:ARG:HH21 1.76 0.50
2:D:4056:PHE:O 2:D:4060:VAL:HG12 2.12 0.50
2:D:4503:LYS:HD3 | 2:D:4509:LEU:HD22 1.94 0.50
2:D:4543:VAL:O 2:D:4547:VAL:HG23 2.12 0.50
2:F:320:PHE:HE1 2:F:355:VAL:HG22 1.76 0.50
2:F:882:MET:SD 2:F:967:PRO:HG3 2.51 0.50
2:F:930:LEU:CD2 2:F:986:LEU:HD21 2.40 0.50
2:F:1034:ARG:HG2 | 2:F:1038:ARG:HH12 1.77 0.50
2:F:2836:LEU:O 2:F:2839:ILE:HG12 2.12 0.50
2:F:3305:ASN:O 2:F:3309:GLU:HG2 2.11 0.50
2:H:420:GLN:HG3 2:H:434:LEU:HD12 1.93 0.50
2:H:2204:PHE:CZ 2:H:2207:SER:HA 2.47 0.50
2:H:2967:GLU:O 2:H:2971:LEU:HD13 2.12 0.50
2:B:3190:MET:HB3 | 2:B:3262:ALA:HB2 1.94 0.50
2:B:3925:GLY:0O 2:B:3963:ASN:ND2 2.45 0.50
2:B:4059:ASP:O 2:B:4063:GLU:HG2 2.12 0.50
2:B:4535:PRO:HB2 2:B:4538:TYR:HB3 1.93 0.50
2:D:1034:ARG:HG2 | 2:D:1038:ARG:HH12 1.77 0.50
2:D:3925:GLY:O 2:D:3963:ASN:ND2 2.45 0.50
2:D:4046:LYS:O 2:D:4050:LYS:HG3 2.11 0.50
2:F:518:ASN:O 2:F:522:LYS:HG3 2.10 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:F:1041:VAL:O 2:F:1045:VAL:HG23 2.12 0.50
2:F:1834:VAL:O 2:F:1838:GLN:HG3 2.11 0.50
2:F:3925:GLY:O 2:F:3963:ASN:ND2 2.45 0.50
2:F:4056:PHE:O 2:F:4060: VAL:HG12 2.12 0.50
2:F:4059:ASP:O 2:F:4063:GLU:HG2 2.12 0.50
2:F:4543:VAL:O 2:F:4547:-VAL:HG23 2.12 0.50
2:H:14:PHE:CE1 2:H:166:ARG:HG2 2.47 0.50
2:H:28:ASN:OD1 2:H:33:GLN:HG2 2.11 0.50
2:H:1973:ILE:HD12 2:H:1973:ILE:H 1.77 0.50
2:B:1973:1ILE:H 2:B:1973:ILE:HD12 1.77 0.50
2:B:2437:-THR:HG22 | 2:B:2479:MET:HG2 1.93 0.50
2:B:3253:PHE:CE2 2:B:3305:ASN:HB2 2.47 0.50
2:B:3783:ASP:0OD1 2:B:3783:ASP:N 2.32 0.50
2:B:3935:ALA:O 2:B:3939:GLN:HG2 2.12 0.50
2:D:717:-LEU:O 2:D:728:VAL:HG12 2.12 0.50
2:D:1438:GLU:O 2:D:1441: THR:OG1 2.24 0.50
2:D:3190:MET:HB3 | 2:D:3262:ALA:HB2 1.94 0.50
2:F:1082:VAL:HG23 | 2:F:1154:LEU:HD11 1.94 0.50
2:F:2315:ARG:HD2 | 2:F:2319:ARG:HH21 1.76 0.50
2:F:3214:ILE:HG23 2:F:3292:MET:HE1 1.94 0.50
2:F:3253:PHE:CE2 2:F:3305:ASN:HB2 2.47 0.50
2:F:3956:ALA:HA 2:F:3962:PHE:HB3 1.94 0.50
2:F:4688:SER:OG 2:F:4693:GLU:O 2.30 0.50
2:H:3253:PHE:CE2 2:H:3305:ASN:HB2 2.47 0.50
2:H:3925:GLY:O 2:H:3963:ASN:ND2 2.45 0.50
2:H:3935:ALA:0O 2:H:3939:GLN:HG2 2.12 0.50
2:B:1034:ARG:HG2 | 2:B:1038:ARG:HH12 1.77 0.50
2:B:1666:ARG:H 2:B:1682: GLN:NE2 2.10 0.50
2:B:2337:LEU:HD13 | 2:B:2397:LEU:HD11 1.92 0.50
2:B:2488:VAL:HG21 | 2:B:2535:LEU:CD1 2.41 0.50
2:B:3379:ASP:O 2:B:3383:ILE:HG13 2.12 0.50
2:B:3755:ILE:HG22 | 2:B:3819:LEU:HD21 1.93 0.50
2:D:1328:CYS:SG 2:D:1470:LEU:HD12 2.52 0.50
2:D:2437:-THR:HG22 | 2:D:2479:MET:HG2 1.93 0.50
2:D:2967:GLU:O 2:D:2971:LEU:HD13 2.12 0.50
2:D:3077:VAL:HA 2:D:3080: THR:CG2 2.40 0.50
2:D:3201:ILE:HD13 2:D:3266:MET:HA 1.93 0.50
2:F:14:PHE:CE1 2:F:166:ARG:HG2 2.47 0.50
2:F:1838:GLN:NE2 2:F:3497:ILE:HG13 2.27 0.50
2:F:2488:VAL:HG21 2:F:2535:LEU:CD1 2.41 0.50
2:F:4535:PRO:HB2 2:F:4538:TYR:HB3 1.93 0.50
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Atom-1 Atom-2 distance (A) overlap (A)

2:H:1212:PHE:HD1 2:H:1215:-MET:HE?2 1.77 0.50
2:H:1838:GLN:NE2 | 2:H:3497:ILE:HG13 2.27 0.50
2:H:4535:PRO:HB2 2:H:4538: TYR:HB3 1.93 0.50
2:B:859:VAL:HB 2:B:928:LYS:HB3 1.94 0.49
2:B:1395:ILE:HD13 2:B:1426:ALA:HB2 1.94 0.49
2:B:2498:CYS:O 2:B:2502:LEU:HG 2.12 0.49
2:B:2836:LEU:O 2:B:2839:1LE:HG12 2.12 0.49
2:D:950:LYS:HG2 2:D:968:LEU:HD23 1.93 0.49
2:D:1041:VAL:O 2:D:1045:VAL:HG23 2.12 0.49
2:D:1244:PHE:CE2 2:D:1495:1LE:HG13 2.47 0.49
2:D:1838:GLN:NE2 2:D:3497:ILE:HG13 2.27 0.49
2:F:481:MET:O 2:F:485:VAL:HG23 2.12 0.49
2:F:955:LYS:HG3 2:F:958: MET:SD 2.52 0.49
1:G:15: THR:HG22 1:G:107:LEU:HD12 1.93 0.49
2:H:1082:VAL:HG23 | 2:H:1154:LEU:HD11 1.94 0.49
2:H:1244:PHE:CE2 2:H:1495:ILE:HG13 2.47 0.49
2:H:2488:VAL:HG21 | 2:H:2535:LEU:CD1 2.41 0.49
2:H:2498:CYS:0O 2:H:2502:LEU:HG 2.12 0.49
2:H:3798:LYS:HG3 2:H:3861:ASP:0OD2 2.12 0.49
2:H:4029:ILE:CD1 2:H:4845:PRO:HB3 2.42 0.49
2:H:4543:VAL:O 2:H:4547:-VAL:HG23 2.12 0.49
1:A:15:THR:HG22 1:A:107:LEU:HD12 1.93 0.49
2:B:1206:ASP:O 2:B:1209: THR:0G1 2.29 0.49
2:B:1838:GLN:NE2 2:B:3497:.1LE:HG13 2.27 0.49
2:B:3187:ALA:HB1 2:B:3189: TRP:NE1 2.27 0.49
2:D:28:ASN:OD1 2:D:33:GLN:HG2 2.11 0.49
2:D:930:LEU:CD2 2:D:986:LEU:HD21 2.40 0.49
2:D:1212:PHE:HD1 | 2:D:1215:MET:HE2 1.77 0.49
2:D:2231:ALA:CB 2:D:2243:ALA:HB2 2.41 0.49
2:D:3745:GLN:H 2:D:3751: THR:HG23 1.78 0.49
2:F:927:LEU:O 2:F:931:LEU:HG 2.13 0.49
2:F:2338:PRO:HA 2:F:2349:PRO:HD3 1.94 0.49
2:H:435:PRO:O 2:H:439:VAL:HG23 2.12 0.49
2:H:3246:GLU:O 2:H:3250:LEU:HG 2.12 0.49
2:H:4527:LEU:O 2:H:4596:LYS:HE2 2.11 0.49
2:B:481:MET:O 2:B:485:VAL:HG23 2.12 0.49
2:B:726:ARG:CG 2:B:1371:LEU:HD11 2.43 0.49
2:B:1041:VAL:O 2:B:1045:VAL:HG23 2.12 0.49
2:B:3181:ASN:HB3 2:B:3184:ILE:HD12 1.95 0.49
2:D:1888:CYS:HB3 2:D:1893:ARG:HE 1.78 0.49
2:D:3181:ASN:HB3 2:D:3184: ILE:HD12 1.95 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:F:3181:ASN:HB3 2:F:3184:ILE:HD12 1.95 0.49
2:H:1037:LEU:O 2:H:1041:VAL:HG23 2.11 0.49
2:H:2214:ALA:O 2:H:2218:VAL:HG23 2.13 0.49
2:H:3755:ILE:HG22 | 2:H:3819:LEU:HD21 1.93 0.49
2:B:461:ASP:O 2:B:465:LYS:HG2 2.11 0.49
2:B:1888:CYS:HB3 2:B:1893:ARG:HE 1.78 0.49
2:B:2338:PRO:HB3 2:B:2348:GLU:HA 1.93 0.49
2:B:2967:GLU:O 2:B:2971:LEU:HD13 2.12 0.49
1:C:90:GLY:HA2 2:D:625:PRO:HG3 1.94 0.49
2:D:433: THR:0G1 2:D:434:LEU:HD22 2.13 0.49
2:D:1965:1LE:HD13 | 2:D:3525:ILE:HG22 1.95 0.49
2:D:2338:PRO:HB3 2:D:2348:GLU:HA 1.93 0.49
2:D:2461:ARG:O 2:D:2465:GLU:HG3 2.12 0.49
2:F:717:LEU:O 2:F:728:VAL:HG12 2.12 0.49
2:F:726:ARG:CG 2:F:1371:LEU:HD11 2.43 0.49
2:F:1395:1ILE:HD13 2:F:1426:ALA:HB2 1.94 0.49
2:F:1888:CYS:HB3 2:F:1893:ARG:HE 1.78 0.49
2:F:1965:1ILE:HD13 2:F:3525:ILE:HG22 1.95 0.49
2:F:2214:ALA:O 2:F:2218:VAL:HG23 2.13 0.49
2:F:2231:ALA:CB 2:F:2243:ALA:HB2 2.41 0.49
2:F:2461:ARG:O 2:F:2465:GLU:HG3 2.12 0.49
2:F:4785:1LE:HD13 2:F:4852:LYS:HD2 1.94 0.49
2:H:615:ASN:O 2:H:619:ILE:HG13 2.11 0.49
2:H:1138:PHE:CD1 | 2:H:1170: THR:HG22 2.46 0.49
2:H:1328:CYS:SG 2:H:1470:LEU:HD12 2.52 0.49
2:H:1395:ILE:HD13 | 2:H:1426:ALA:HB2 1.94 0.49
2:H:3187:ALA:HB1 2:H:3189:TRP:NE1 2.27 0.49
2:H:4059:ASP:0O 2:H:4063:GLU:HG2 2.12 0.49
2:B:717:LEU:O 2:B:728:VAL:HG12 2.12 0.49
2:B:2214:ALA:O 2:B:2218:VAL:HG23 2.13 0.49
2:B:4531: THR:O 2:B:4544:LYS:NZ 2.41 0.49
2:D:859:VAL:HB 2:D:928:LYS:HB3 1.94 0.49
2:D:1082:VAL:HG23 | 2:D:1154:LEU:HD11 1.94 0.49
2:D:1239:LYS:HD3 | 2:D:1499:LEU:HD11 1.95 0.49
2:D:2214:ALA:O 2:D:2218:VAL:HG23 2.13 0.49
2:D:2338:PRO:HA 2:D:2349:PRO:HD3 1.94 0.49
2:D:4498:LYS:HG3 2:D:4538:TYR:CE1 2.47 0.49
2:F:433: THR:OG1 2:F:434:LEU:HD22 2.13 0.49
2:F:1212:PHE:CD1 2:F:1215:MET:HE2 2.48 0.49
2:F:1958:GLU:O 2:F:1962:GLN:HG3 2.11 0.49
2:F:2498:CYS:0O 2:F:2502:LEU-HG 2.12 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:3187:ALA:HB1 2:F:3189: TRP:NE1 2.27 0.49
2:H:51:GLU:OE2 2:H:308:ARG:NH2 2.43 0.49
2:H:481:MET:O 2:H:485:VAL:HG23 2.12 0.49
2:H:717:LEU:O 2:H:728: VAL:HG12 2.12 0.49
2:H:2231:ALA:CB 2:H:2243:ALA:HB2 2.41 0.49
2:H:4056:PHE:O 2:H:4060:VAL:HG12 2.12 0.49
2:H:4814:LEU:HD22 | 2:H:4818:ILE:HD11 1.95 0.49
2:B:14:PHE:CE1 2:B:166:ARG:HG2 2.47 0.49
2:B:1239:LYS:HD3 2:B:1499:LEU:HD11 1.95 0.49
2:B:2231:ALA:CB 2:B:2243:ALA:HB2 2.41 0.49
2:B:3251:ASP:O 2:B:3255:VAL:HG13 2.13 0.49
2:B:3798:LYS:HG3 2:B:3861:ASP:0D2 2.12 0.49
2:B:3925:GLY:0O 2:B:3963:ASN:HA 2.12 0.49
2:B:4511:1LE:HG12 2:B:4563:LEU:CD2 2.43 0.49
2:D:435:PRO:O 2:D:439:VAL:HG23 2.12 0.49
2:D:708:ASP:OD1 2:D:711:SER:OG 2.29 0.49
2:D:2498:CYS:O 2:D:2502:LEU:HG 2.12 0.49
2:D:3251:ASP:0O 2:D:3255:VAL:HG13 2.13 0.49
2:D:3620:ALA:O 2:D:3624:VAL:HG23 2.13 0.49
2:D:3935:ALA:O 2:D:3939:GLN:HG2 2.12 0.49
2:D:4029:1LE:CD1 2:D:4845:PRO:HB3 2.42 0.49
2:D:4511:1ILE:HG12 | 2:D:4563:LEU:CD2 2.43 0.49
1:E:15:THR:HG22 1:E:107:LEU:HD12 1.93 0.49
2:F:28:ASN:OD1 2:F:33:GLN:HG2 2.11 0.49
2:F:77:ARG:O 2:F:81:GLU:HG2 2.13 0.49
2:F:1239:LYS:HD3 2:F:1499:LEU:HD11 1.95 0.49
2:F:1328:CYS:SG 2:F:1470:LEU:HD12 2.52 0.49
2:F:2484:LEU:O 2:F:2488:VAL:HG23 2.13 0.49
2:F:3201:ILE:HD13 2:F:3266:MET:HA 1.93 0.49
2:F:4498:LYS:HG3 2:F:4538:TYR:CE1 2.47 0.49
2:F:4503:LYS:HD3 2:F:4509:LEU:HD22 1.94 0.49
2:H:955:LYS:HG3 2:H:958: MET:SD 2.52 0.49
2:H:2338:PRO:HB3 2:H:2348:GLU:HA 1.93 0.49
2:H:2927:LEU:HD13 | 2:H:2998:1LE:HD13 1.94 0.49
2:H:3925:GLY:O 2:H:3963:ASN:HA 2.12 0.49
2:H:3956:ALA:HA 2:H:3962:PHE:HB3 1.94 0.49
2:B:821:LEU:HD13 2:B:1523:VAL:CG2 2.43 0.49
2:B:3745:GLN:H 2:B:3751: THR:HG23 1.78 0.49
2:D:726:ARG:CG 2:D:1371:LEU:HD11 2.43 0.49
2:D:1395:1LE:HD13 | 2:D:1426:ALA:HB2 1.94 0.49
2:D:2218:VAL:O 2:D:2222:1LE:HG12 2.13 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:3925:GLY:O 2:D:3963:ASN:HA 2.12 0.49
2:D:4059:ASP:O 2:D:4063:GLU:HG2 2.12 0.49
2:F:3246:GLU:O 2:F:3250:LEU:HG 2.12 0.49
2:F:3745:GLN:H 2:F:3751: THR:HG23 1.78 0.49
2:F:4814:LEU:HD22 | 2:F:4818:ILE:HD11 1.95 0.49
2:H:1034:ARG:HG2 | 2:H:1038:ARG:HH12 1.77 0.49
2:H:1041:VAL:O 2:H:1045:VAL:HG23 2.12 0.49
2:H:2219:LYS:O 2:H:2223:ARG:HG2 2.12 0.49
1:A:90:GLY:HA2 2:B:625:PRO:HG3 1.94 0.49
2:B:82:MET:HE1 2:B:149: TRP:CZ2 2.48 0.49
2:B:2861:LEU:O 2:B:2865:VAL:HG23 2.13 0.49
2:B:4543:VAL:O 2:B:4547:VAL:HG23 2.12 0.49
2:D:40:ALA:O 2:D:65:VAL:HB 2.13 0.49
2:D:481:MET:O 2:D:485:VAL:HG23 2.12 0.49
2:D:1973:ILE:H 2:D:1973:ILE:HD12 1.77 0.49
2:D:3956:ALA:HA 2:D:3962:PHE:HB3 1.94 0.49
2:F:681:ARG:HG2 2:F:715:ASP:HB3 1.95 0.49
2:F:2219:LYS:0O 2:F:2223:ARG:HG2 2.12 0.49
2:F:3798:LYS:HG3 2:F:3861:ASP:0OD2 2.12 0.49
2:H:821:LEU:HD13 2:H:1523:VAL:CG2 2.43 0.49
2:H:1739:ASP:O 2:H:1743:ILE:HG13 2.13 0.49
2:H:3181:ASN:HB3 2:H:3184:ILE:HD12 1.95 0.49
2:H:3745:GLN:H 2:H:3751: THR:HG23 1.78 0.49
2:H:3878: THR:O 2:H:3882:GLN:HG3 2.13 0.49
2:B:40:ALA:O 2:B:65:VAL:HB 2.13 0.49
2:B:79:LEU:HD12 2:B:82:MET:HE2 1.95 0.49
2:B:435:PRO:O 2:B:439:VAL:HG23 2.12 0.49
2:B:1723:VAL:O 2:B:1727:-LYS:HG3 2.13 0.49
2:B:4503:LYS:HD3 | 2:B:4509:LEU:HD22 1.94 0.49
2:D:14:PHE:HE1 2:D:166:ARG:HG2 1.77 0.49
2:D:681:ARG:HG2 2:D:715:ASP:HB3 1.95 0.49
2:D:821:LEU:HD13 2:D:1523:VAL:CG2 2.43 0.49
2:F:82:MET:HE1 2:F:149:TRP:CZ2 2.48 0.49
2:F:435:PRO:O 2:F:439:VAL:HG23 2.12 0.49
2:F:1244:PHE:CE2 2:F:1495:ILE:HG13 2.47 0.49
2:F:3013:VAL:HG23 | 2:F:3014:ASP:0OD1 2.13 0.49
2:F:3925:GLY:O 2:F:3963:ASN:HA 2.12 0.49
2:H:1239:LYS:HD3 2:H:1499:LEU:HD11 1.95 0.49
2:H:2040:MET:HB2 | 2:H:2089:MET:HE1 1.95 0.49
2:H:2494:LEU:HD22 | 2:H:2556:LEU:HD11 1.95 0.49
2:H:2878:SER:OG 2:H:2884:LEU:HB2 2.13 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:3201:ILE:HD13 2:H:3266:MET:HA 1.93 0.49
1:A:69:LEU:HD13 1:A:70:GLY:N 2.28 0.49
2:B:77:ARG:O 2:B:81:GLU:HG2 2.13 0.49
2:B:1082:VAL:HG23 | 2:B:1154:LEU:HD11 1.94 0.49
2:B:1244:PHE:CE2 2:B:1495:.1LE:HG13 2.47 0.49
2:B:1328:CYS:SG 2:B:1470:LEU:HD12 2.52 0.49
2:B:1426:ALA:O 2:B:1429:ARG:HG2 2.13 0.49
2:B:1739:ASP:0O 2:B:1743:1LE:HG13 2.13 0.49
2:B:2218:VAL:O 2:B:2222:1LE:HG12 2.13 0.49
2:B:3013:VAL:HG23 | 2:B:3014:ASP:0OD1 2.13 0.49
2:B:3201:ILE:HD13 2:B:3266:MET:HA 1.93 0.49
2:D:82:MET:HE1 2:D:149: TRP:CZ2 2.48 0.49
2:D:636:1ILE:HD11 2:D:1531:MET:CE 2.41 0.49
2:D:3187:ALA:HB1 2:D:3189: TRP:NE1 2.27 0.49
2:D:3253:PHE:CE2 2:D:3305:ASN:HB2 2.47 0.49
2:D:3798:LYS:HG3 2:D:3861:ASP:0D2 2.12 0.49
1:E:80:ASP:OD1 1:E:80:ASP:N 2.46 0.49
2:F:1739:ASP:O 2:F:1743:ILE:HG13 2.13 0.49
2:F:3935:ALA:0 2:F:3939:GLN:HG2 2.12 0.49
1:G:90:GLY:CA 2:H:625:PRO:HG3 2.43 0.49
2:H:14:PHE:HE1 2:H:166:ARG:HG2 1.77 0.49
2:H:77:ARG:O 2:H:81:GLU:HG2 2.13 0.49
2:H:422:VAL:CG2 2:H:491:ARG:HG3 2.38 0.49
2:H:681:ARG:HG2 2:H:715:ASP:HB3 1.95 0.49
2:H:2338:PRO:HA 2:H:2349:PRO:HD3 1.94 0.49
2:H:3190:MET:HB3 | 2:H:3262:ALA:HB2 1.94 0.49
2:H:3251:ASP:O 2:H:3255:VAL:HG13 2.13 0.49
1:A:90:GLY:CA 2:B:625:PRO:HG3 2.43 0.48
2:B:14:PHE:HE1 2:B:166:ARG:HG2 1.77 0.48
2:B:433: THR:OG1 2:B:434:LEU:HD22 2.13 0.48
2:B:1212:PHE:CD1 2:B:1215:MET:HE2 2.48 0.48
2:B:3246:GLU:O 2:B:3250:LEU:HG 2.12 0.48
2:B:4498:LYS:HG3 2:B:4538: TYR:CE1 2.47 0.48
2:D:77:ARG:O 2:D:81:GLU:HG2 2.13 0.48
2:D:1212:PHE:CD1 | 2:D:1215:MET:HE2 2.48 0.48
2:D:2219:LYS:O 2:D:2223:ARG:HG2 2.12 0.48
2:D:3104:GLN:OE1 2:D:3104:GLN:N 2.47 0.48
2:F:1212:PHE:HD1 2:F:1215:MET:HE2 1.77 0.48
2:F:4014:GLU:HB3 2:F:4015:PRO:HD3 1.95 0.48
1:G:69:LEU:HD13 1:G:70:GLY:N 2.28 0.48
2:H:726:ARG:CG 2:H:1371:LEU:HD11 2.43 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:1888:CYS:HB3 2:H:1893:ARG:HE 1.78 0.48
2:H:3013:VAL:HG23 | 2:H:3014:ASP:0OD1 2.13 0.48
2:H:4503:LYS:HD3 2:H:4509:LEU:HD22 1.94 0.48
2:H:4511:ILE:HG12 2:H:4563:LEU:CD2 2.43 0.48
2:B:109:ILE:CG2 2:B:152:ILE:HD11 2.42 0.48
2:B:751:PRO:HG3 2:B:771: THR:HG23 1.96 0.48
2:B:2040:MET:HB2 | 2:B:2089:MET:HE1 1.95 0.48
2:B:2219:LYS:O 2:B:2223:ARG:HG2 2.12 0.48
2:B:2878:SER:OG 2:B:2884:LEU:HB2 2.13 0.48
2:B:4545:ARG:HA 2:B:4548:.1LE:HG22 1.95 0.48
2:D:14:PHE:CE1 2:D:166:ARG:HG2 2.47 0.48
2:D:24:GLN:HE22 2:D:35:LYS:HD3 1.78 0.48
2:D:251:TYR:CD2 2:D:383:VAL:HG22 2.48 0.48
2:D:1723:VAL:O 2:D:1727:LYS:HG3 2.13 0.48
2:D:3246:GLU:O 2:D:3250:LEU:HG 2.12 0.48
2:F:3620:ALA:O 2:F:3624:VAL:HG23 2.13 0.48
2:F:3878:THR:O 2:F:3882:GLN:HG3 2.13 0.48
2:H:927:LEU:O 2:H:931:LEU:HG 2.13 0.48
2:H:2540:PHE:HB2 2:H:2567:ILE:CG2 2.43 0.48
2:H:3104:GLN:OFE1 2:H:3104:GLN:N 2.47 0.48
2:H:3904:PHE:CD1 2:H:3971:PHE:HB3 2.49 0.48
2:H:4498:LYS:HG3 2:H:4538: TYR:CE1 2.47 0.48
2:B:226:LEU:HG 2:B:397:LEU:HD22 1.95 0.48
2:B:681:ARG:HG2 2:B:715:ASP:HB3 1.95 0.48
2:B:2337.LEU:HD13 | 2:B:2397:LEU:CD1 2.44 0.48
2:B:2927:LEU:HD13 | 2:B:2998:ILE:HD13 1.94 0.48
1:C:69:LEU:HD13 1:C:70:GLY:N 2.28 0.48
2:D:869:ARG:CB 2:D:927.LEU:HD11 2.40 0.48
2:D:927:LEU:O 2:D:931:LEU:HG 2.13 0.48
2:D:4688:SER:OG 2:D:4693:GLU:O 2.30 0.48
2:F:14:PHE:HE1 2:F:166:ARG:HG2 1.77 0.48
2:F:251:TYR:CD2 2:F:383:VAL:HG22 2.48 0.48
2:F:3179:ASN:OD1 2:F:3219:LYS:HD3 2.13 0.48
2:F:3671:ALA:O 2:F:3675:GLN:HG2 2.13 0.48
2:H:79:LEU:HD12 2:H:82:MET:HE2 1.95 0.48
2:H:433: THR:OG1 2:H:434:LEU:HD22 2.13 0.48
2:H:751:PRO:HG3 2:H:771: THR:HG23 1.96 0.48
2:H:977:PRO:CD 2:H:978:PRO:HD2 2.44 0.48
2:B:181:TYR:HB2 2:B:198:MET:O 2.14 0.48
2:B:916:LYS:0O 2:B:920:LEU:HG 2.14 0.48
2:B:927:LEU:O 2:B:931:LEU:HG 2.13 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:1965:1LE:HD13 2:B:3525:1LE:HG22 1.95 0.48
1:C:90:GLY:CA 2:D:625:PRO:HG3 2.43 0.48
2:D:1666:ARG:H 2:D:1682:GLN:NE2 2.10 0.48
2:D:3761:TYR:HE2 2:D:3800:ILE:HD11 1.79 0.48
2:D:3878: THR:O 2:D:3882:GLN:HG3 2.13 0.48
2:D:3904:PHE:CD1 2:D:3971:PHE:HB3 2.49 0.48
1:E:90:GLY:HA2 2:F:625:PRO:HG3 1.94 0.48
2:F:36:PHE:HB3 2:F:50:LEU:HB3 1.96 0.48
2:F:2540:PHE:HB2 2:F:2567:ILE:CG2 2.43 0.48
2:F:3415:ASP:HB3 2:F:3418:VAL:HG22 1.95 0.48
1:G:80:ASP:N 1:G:80:ASP:0OD1 2.46 0.48
2:H:859:VAL:HB 2:H:928:LYS:HB3 1.94 0.48
2:H:1723:VAL:O 2:H:1727:LYS:HG3 2.13 0.48
2:H:1965:ILE:HD13 | 2:H:3525:ILE:HG22 1.95 0.48
2:H:2337:LEU:HD13 | 2:H:2397:LEU:CD1 2.44 0.48
2:H:2461:ARG:O 2:H:2465:GLU:HG3 2.12 0.48
2:H:2861:LEU:O 2:H:2865:VAL:HG23 2.13 0.48
2:H:4785:ILE:HD13 2:H:4852:LYS:HD2 1.94 0.48
2:B:3179:ASN:OD1 2:B:3219:LYS:HD3 2.13 0.48
2:B:3620:ALA:O 2:B:3624:VAL:HG23 2.13 0.48
2:D:751:PRO:HG3 2:D:771: THR:HG23 1.96 0.48
2:D:1739:ASP:O 2:D:1743:1LE:HG13 2.13 0.48
2:D:3522:LEU:HD23 2:D:3577:MET:CE 2.43 0.48
1:E:90:GLY:CA 2:F:625:PRO:HG3 2.43 0.48
2:F:977:PRO:CD 2:F:978:PRO:HD2 2.44 0.48
2:F:2337:LEU:HD13 | 2:F:2397:LEU:CD1 2.44 0.48
2:F:3904:PHE:CD1 2:F:3971:PHE:HB3 2.49 0.48
2:F:4511:ILE:HG12 2:F:4563:LEU:CD2 2.43 0.48
2:H:1212:PHE:CD1 2:H:1215:-MET:HE2 2.48 0.48
2:H:2836:LEU:O 2:H:2840:VAL:HG23 2.14 0.48
2:B:36:PHE:HB3 2:B:50:LEU:HB3 1.96 0.48
2:B:708:ASP:OD1 2:B:711:SER:OG 2.29 0.48
2:B:918:TYR:O 2:B:922:MET:HG2 2.14 0.48
2:B:2484:LEU:O 2:B:2488:VAL:HG23 2.13 0.48
2:B:2494.LEU:HD22 | 2:B:2556:LEU:HD11 1.95 0.48
2:B:3904:PHE:CD1 2:B:3971:PHE:HB3 2.49 0.48
2:B:4814:LEU:HD22 | 2:B:4818:ILE:HD11 1.95 0.48
2:D:3013:VAL:HG23 | 2:D:3014:ASP:0OD1 2.13 0.48
2:D:3179:ASN:OD1 2:D:3219:LYS:HD3 2.13 0.48
2:D:3415:ASP:HB3 | 2:D:3418:VAL:HG22 1.95 0.48
2:D:4785:1LE:HD13 2:D:4852:LYS:HD2 1.94 0.48
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:F:25:CYS:SG 2:F:184:LEU:HD13 2.54 0.48
2:F:1723:VAL:O 2:F:1727:LYS:HG3 2.13 0.48
2:F:2218:VAL:O 2:F:2222:ILE:HG12 2.13 0.48
2:F:2878:SER:OG 2:F:2884:LEU:HB2 2.13 0.48
2:F:3190:MET:HB3 2:F:3262:ALA:HB2 1.94 0.48
2:F:3659:GLN:NE2 2:F:3663:ASP:0OD1 2.47 0.48
2:H:24:GLN:HE22 2:H:35:LYS:HD3 1.78 0.48
2:H:36:PHE:HB3 2:H:50.LEU:HB3 1.96 0.48
2:H:1075:ARG:HG2 2:H:1076:VAL:O 2.14 0.48
2:H:3659:GLN:NE2 2:H:3663:ASP:0OD1 2.47 0.48
2:H:4545:ARG:HA 2:H:4548:ILE:HG22 1.95 0.48
2:B:1723:VAL:HG12 | 2:B:1727:LYS:HE3 1.96 0.48
2:B:2338:PRO:HA 2:B:2349:PRO:HD3 1.94 0.48
2:B:2461:ARG:O 2:B:2465:GLU:HG3 2.12 0.48
2:B:3878: THR:O 2:B:3882:GLN:HG3 2.13 0.48
2:D:1426:ALA:O 2:D:1429:ARG:HG2 2.13 0.48
2:D:2060:-MET:HE2 2:D:2060:-MET:N 2.29 0.48
2:D:2337:LEU:HD13 | 2:D:2397:LEU:CD1 2.44 0.48
2:D:2836:LEU:O 2:D:2840:VAL:HG23 2.14 0.48
2:D:2861:LEU:O 2:D:2865:VAL:HG23 2.13 0.48
2:D:2927:LEU:HD13 | 2:D:2998:ILE:HD13 1.94 0.48
2:D:3000: THR:O 2:D:3004:GLU:HG3 2.14 0.48
2:D:3671:ALA:O 2:D:3675:GLN:HG2 2.13 0.48
2:F:232:GLU:CG 2:F:253:ALA:HB2 2.36 0.48
2:F:821:LEU:HD13 2:F:1523:VAL:CG2 2.43 0.48
2:F:1426:ALA:O 2:F:1429:ARG:HG2 2.13 0.48
2:F:3522:LEU:HD23 2:F:3577:MET:CE 2.43 0.48
2:H:40:ALA:O 2:H:65:VAL:HB 2.13 0.48
2:H:1723:VAL:HG12 2:H:1727:LYS:HE3 1.96 0.48
2:H:3671:ALA:O 2:H:3675:GLN:HG2 2.13 0.48
2:B:1016:ASN:OD1 2:B:1017:PRO:HD2 2.14 0.48
2:B:3956:ALA:HA 2:B:3962:PHE:HB3 1.94 0.48
2:D:25:CYS:SG 2:D:184:LEU:HD13 2.54 0.48
2:D:79:LEU:HD12 2:D:82:MET:HE2 1.95 0.48
2:D:4531:THR:O 2:D:4544:LYS:NZ 2.41 0.48
2:F:918:TYR:O 2:F:922:MET:HG2 2.14 0.48
2:H:82:MET:HE1 2:H:149:TRP:CZ2 2.48 0.48
2:H:156:SER:OG 2:H:158: GLN:HG2 2.13 0.48
2:H:1978:LEU:O 2:H:1982:MET:HG3 2.14 0.48
2:H:2484:LEU:O 2:H:2488:VAL:HG23 2.13 0.48
2:H:3000: THR:O 2:H:3004:GLU:HG3 2.14 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:3179:ASN:OD1 2:H:3219:LYS:HD3 2.13 0.48
2:H:3415:ASP:HB3 | 2:H:3418:VAL:HG22 1.95 0.48
2:B:1075:ARG:HG2 2:B:1076:VAL:O 2.14 0.48
2:B:1335:PHE:HD2 2:B:1455:ALA:HB1 1.79 0.48
2:B:3104:GLN:OE1 2:B:3104:GLN:N 2.47 0.48
2:D:109:ILE:CG2 2:D:152:ILE:HD11 2.42 0.48
2:D:166:ARG:HB2 2:D:169:ASP:0D2 2.14 0.48
2:D:443:LEU:O 2:D:447:-1LE:HG13 2.14 0.48
2:D:2484:LEU:O 2:D:248%8:VAL:HG23 2.13 0.48
2:D:4814:LEU:HD22 | 2:D:4818:ILE:HD11 1.95 0.48
2:F:751:PRO:HG3 2:F:771:THR:HG23 1.96 0.48
2:F:859:VAL:HB 2:F:928:LYS:HB3 1.94 0.48
2:F:2861:LEU:O 2:F:2865:VAL:HG23 2.13 0.48
2:F:3104:GLN:N 2:F:3104:GLN:OE1 2.47 0.48
1:G:50:ARG:HD3 1:G:53:LYS:CE 2.42 0.48
1:G:90:GLY:HA2 2:H:625:PRO:HG3 1.94 0.48
2:H:25:CYS:SG 2:H:184:LEU:HD13 2.54 0.48
2:H:916:LYS:O 2:H:920:LEU:HG 2.14 0.48
2:H:1335:PHE:HD2 2:H:1455:ALA:HB1 1.79 0.48
2:B:24:GLN:HE22 2:B:35:LYS:HD3 1.78 0.48
2:B:1438:GLU:O 2:B:1441:THR:O0G1 2.24 0.48
2:B:3671:ALA:O 2:B:3675:GLN:HG2 2.13 0.48
2:B:3761: TYR:HE2 2:B:3800:ILE:HD11 1.79 0.48
2:D:916:LYS:O 2:D:920:LEU:HG 2.14 0.48
2:F:181:TYR:HB2 2:F:198:MET:O 2.14 0.48
2:F:1016:ASN:OD1 2:F:1017:PRO:HD2 2.14 0.48
2:F:1332:ILE:HD11 2:F:1457:PHE:CD2 2.49 0.48
2:F:2494:LEU:HD22 | 2:F:2556:LEU:HD11 1.95 0.48
2:H:181:TYR:HB2 2:H:198:MET:O 2.14 0.48
2:H:2218:VAL:O 2:H:2222:ILE:HG12 2.13 0.48
2:H:3522:LEU:HD23 2:H:3577:MET:CE 2.43 0.48
2:H:3761: TYR:HE2 2:H:3800:ILE:HD11 1.79 0.48
2:B:443:LEU:O 2:B:447:ILE:HG13 2.14 0.47
2:B:1086:LYS:HB3 2:B:1222:PHE:CD1 2.49 0.47
2:B:1880:PHE:CZ 2:B:1893:ARG:HG2 2.50 0.47
2:B:2060:MET:HE2 2:B:2060:MET:N 2.29 0.47
2:D:1538:GLU:HG2 2:D:1539:GLU:N 2.29 0.47
2:F:24:GLN:HE22 2:F:35:LYS:HD3 1.78 0.47
2:F:40:ALA:O 2:F:65:VAL:HB 2.13 0.47
2:F:1335:PHE:HD2 2:F:1455:ALA:HB1 1.79 0.47
2:F:3251:ASP:O 2:F:3255:VAL:HG13 2.13 0.47

Continued on next page...




Page 83

Full wwPDB EM Validation Report

EMD-45117, 9C1F

Continued from previous page...
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Atom-1 Atom-2 distance (A) overlap (A)

2:F:3717:ASP:OD1 2:F:3717:ASP:N 2.46 0.47
2:H:2319:ARG:O 2:H:2371:TYR:OH 2.33 0.47
2:B:156:SER:OG 2:B:158:GLN:HG2 2.13 0.47
2:B:705:VAL:HG23 2:B:780:SER:CB 2.45 0.47
2:B:3659:GLN:NE2 2:B:3663:ASP:0D1 2.47 0.47
2:B:4014:GLU:HB3 2:B:4015:PRO:HD3 1.95 0.47
2:D:36:PHE:HB3 2:D:50:LEU:HB3 1.96 0.47
2:D:918:TYR:O 2:D:922:MET:HG2 2.14 0.47
2:D:1332:ILE:HD11 2:D:1457:PHE:CD2 2.49 0.47
2:D:2040:MET:HB2 | 2:D:2089:MET:HE1 1.95 0.47
2:D:2319:ARG:O 2:D:2371:TYR:OH 2.33 0.47
2:D:2878:SER:OG 2:D:2884:LEU:HB2 2.13 0.47
2:D:3717:ASP:0OD1 2:D:3717:ASP:N 2.46 0.47
2:F:2836:LEU:O 2:F:2840:VAL:HG23 2.14 0.47
2:H:1016:ASN:OD1 | 2:H:1017:PRO:HD2 2.14 0.47
1:A:50:ARG:HD3 1:A:53:LYS:CE 2.42 0.47
2:B:2540:PHE:HB2 2:B:2567:ILE:CG2 2.43 0.47
2:B:3000:THR:O 2:B:3004:GLU:HG3 2.14 0.47
2:B:3385:LEU:HD22 | 2:B:3403:LEU:CD2 2.41 0.47
2:B:4542:PHE:O 2:B:4546:LYS:HG3 2.14 0.47
2:D:2494:LEU:HD22 | 2:D:2556:LEU:HD11 1.95 0.47
2:D:2540:PHE:HB2 2:D:2567:ILE:CG2 2.43 0.47
2:F:166:ARG:HB2 2:F:169:ASP:0OD2 2.14 0.47
2:F:226:LEU:HG 2:F:397:LEU:HD22 1.95 0.47
2:F:297:LEU:HD12 2:F:385:LEU:CD1 2.44 0.47
2:F:636:ILE:HD11 2:F:1531:MET:CE 2.41 0.47
2:F:1978:LEU:O 2:F:1982:MET:HG3 2.14 0.47
2:F:2927:LEU:HD13 | 2:F:2998:ILE:HD13 1.94 0.47
2:H:1151:MET:HE3 | 2:H:1162: THR:HG23 1.96 0.47
2:H:1332:ILE:HD11 2:H:1457:PHE:CD2 2.49 0.47
2:H:1426:ALA:O 2:H:1429:ARG:HG2 2.13 0.47
2:H:1621:ARG:HH12 | 2:H:2023:GLN:HG2 1.80 0.47
2:H:4542:PHE:O 2:H:4546:LYS:HG3 2.14 0.47
2:B:25:CYS:SG 2:B:184:LEU:HD13 2.54 0.47
2:B:273: TRP:O 2:B:276:SER:OG 2.32 0.47
2:B:2836:LEU:O 2:B:2840:VAL:HG23 2.14 0.47
2:B:3447:1LE:O 2:B:3451:VAL:HG23 2.14 0.47
2:B:3522:LEU:HD23 2:B:3577:MET:CE 2.43 0.47
2:B:3547:-LEU:HD23 | 2:B:3618:ARG:NH1 2.29 0.47
2:B:3717:ASP:N 2:B:3717:ASP:0OD1 2.46 0.47
2:D:2376:GLN:CD | 2:D:2433: THR:HG22 2.40 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:3599:GLU:HG3 2:D:4542:PHE:CZ 2.49 0.47
2:D:3659:GLN:NE2 2:D:3663:ASP:0OD1 2.47 0.47
2:F:79:LEU:HD12 2:F:82:MET:HE2 1.95 0.47
2:F:156:SER:OG 2:F:158: GLN:HG2 2.13 0.47
2:F:988:GLU:HA 2:F:1022: TYR:CE2 2.50 0.47
2:F:1075:ARG:HG2 2:F:1076:VAL:O 2.14 0.47
2:F:2060:MET:HE2 2:F:2060:MET:N 2.29 0.47
2:F:3599:GLU:HG3 2:F:4542:PHE:CZ 2.49 0.47
2:F:3761: TYR:HE2 2:F:3800:ILE:HD11 1.79 0.47
2:F:4545:ARG:HA 2:F:4548:ILE:HG22 1.95 0.47
2:H:988:GLU:HA 2:H:1022: TYR:CE2 2.50 0.47
2:H:1880:PHE:CZ 2:H:1893:ARG:HG2 2.50 0.47
2:H:2060:-MET:HE2 2:H:2060:MET:N 2.29 0.47
2:H:2376:GLN:CD | 2:H:2433: THR:HG22 2.40 0.47
2:H:3620:ALA:O 2:H:3624:VAL:HG23 2.13 0.47
2:B:251:TYR:CD2 2:B:383:VAL:HG22 2.48 0.47
2:B:3415:ASP:HB3 | 2:B:3418:VAL:HG22 1.95 0.47
2:B:4785:ILE:HD13 2:B:4852:LYS:HD?2 1.94 0.47
1:C:80:ASP:OD1 1:C:80:ASP:N 2.46 0.47
2:D:156:SER:O0G 2:D:158:GLN:HG2 2.13 0.47
2:D:1075:ARG:HG2 2:D:1076:VAL:O 2.14 0.47
2:D:1086:LYS:HB3 2:D:1222:PHE:CD1 2.49 0.47
2:D:1686:ILE:HD13 | 2:D:1691:LEU:HD22 1.96 0.47
2:D:1978:LEU:O 2:D:1982:MET:HG3 2.14 0.47
2:D:2037:GLU:HA 2:D:2089:MET:HES3 1.96 0.47
2:D:3447:1ILE:O 2:D:3451:VAL:HG23 2.14 0.47
2:F:859:VAL:HG11 2:F:928:LYS:HA 1.97 0.47
2:F:869:ARG:HG3 2:F:927:LEU:HD11 1.96 0.47
2:F:1723:VAL:HG12 2:F:1727:LYS:HE3 1.96 0.47
2:F:2040:MET:HB2 2:F:2089:MET:HE1 1.95 0.47
2:F:3424:LEU:HD13 | 2:H:1218:LEU:HD22 1.96 0.47
2:F:4514:GLN:OE1 2:F:4515:PRO:HD2 2.14 0.47
2:H:251:TYR:CD2 2:H:383:VAL:HG22 2.48 0.47
2:H:443:LEU:O 2:H:447:ILE:HG13 2.14 0.47
2:H:492:LEU:HD12 2:H:520:LEU:HD12 1.96 0.47
2:H:937:ILE:HG12 2:H:1051:ILE:CD1 2.40 0.47
2:H:3717:ASP:0D2 2:H:3792:LYS:HD2 2.15 0.47
2:H:4014:GLU:HB3 2:H:4015:PRO:HD3 1.95 0.47
1:A:80:ASP:N 1:A:80:ASP:OD1 2.46 0.47
2:B:977:PRO:CD 2:B:978:PRO:HD2 2.44 0.47
2:B:1151:MET:HE3 | 2:B:1162: THR:HG23 1.96 0.47
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:B:2808:SER:OG 2:B:2809:SER:N 2.47 0.47
2:B:3717:ASP:0D2 2:B:3792:LYS:HD?2 2.15 0.47
2:D:181:TYR:HB2 2:D:198:MET:O 2.14 0.47
2:D:1335:PHE:HD2 2:D:1455:ALA:HB1 1.79 0.47
2:D:3574:TYR:O 2:D:3578: MET:HG3 2.15 0.47
2:F:2070:MET:O 2:F:2074:VAL:HG23 2.15 0.47
2:F:2376:GLN:CD 2:F:2433: THR:HG22 2.40 0.47
2:H:1086:LYS:HB3 2:H:1222:PHE:CD1 2.49 0.47
2:H:1206:ASP:0O 2:H:1209: THR:OG1 2.29 0.47
2:B:657:TYR:O 2:B:660: TRP:NE1 2.47 0.47
2:B:665:ILE:CD1 2:B:741:VAL:HG13 2.45 0.47
2:B:859:VAL:HG11 2:B:928:LYS:HA 1.97 0.47
2:B:1399:SER:HB2 2:B:1429:ARG:NH2 2.29 0.47
2:B:1621:ARG:HH12 | 2:B:2023:GLN:HG2 1.80 0.47
2:B:2376:GLN:CD | 2:B:2433: THR:HG22 2.40 0.47
2:B:2819:LEU:O 2:B:2823:LEU:HG 2.15 0.47
2:B:4688:SER:OG 2:B:4693:GLU:O 2.30 0.47
2:D:746:LEU:CD1 2:D:753:ILE:HG12 2.45 0.47
2:D:977:PRO:CD 2:D:978:PRO:HD2 2.44 0.47
2:D:1880:PHE:CZ 2:D:1893:ARG:HG2 2.50 0.47
2:D:3424:LEU:HD13 | 2:F:1218:LEU:HD22 1.96 0.47
2:D:4542:PHE:O 2:D:4546:LYS:HG3 2.14 0.47
2:D:4545:ARG:HA 2:D:4548:1LE:HG22 1.95 0.47
1:E:69:LEU:HD13 1:E:70:GLY:N 2.28 0.47
2:F:657:TYR:O 2:F:660: TRP:NE1 2.47 0.47
2:F:705:VAL:HG23 2:F:780:SER:CB 2.45 0.47
2:F:1086:LYS:HB3 2:F:1222:PHE:CD1 2.49 0.47
2:F:2420:LEU:CD1 2:F:2464:ILE:HG12 2.45 0.47
2:F:3000: THR:O 2:F:3004:GLU:HG3 2.14 0.47
2:H:226:LEU:HG 2:H:397:LEU:HD22 1.95 0.47
2:H:911:LEU:HG 2:H:915:GLU:HB2 1.97 0.47
2:H:918:TYR:O 2:H:922:MET:HG2 2.14 0.47
2:H:1122:VAL:HG23 | 2:H:1131:TRP:HB2 1.97 0.47
2:H:2037:GLU:HA 2:H:2089:MET:HE3 1.96 0.47
2:H:2819:LEU:O 2:H:2823:LEU:HG 2.15 0.47
2:H:3447:ILE:O 2:H:3451:VAL:HG23 2.14 0.47
2:B:661: TYR:OH 2:B:663:GLU:OE2 2.24 0.47
2:B:1332:ILE:HD11 2:B:1457:PHE:CD2 2.49 0.47
2:B:1687:PRO:O 2:B:1688:LEU:HB2 2.15 0.47
2:B:1978.LEU:O 2:B:1982:MET:HG3 2.14 0.47
2:B:3574:TYR:O 2:B:3578:MET:HG3 2.15 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

2:B:3907:LEU:O 2:B:3911: THR:HG23 2.15 0.47
2:B:3999:LEU:O 2:B:4003:LEU:HG 2.15 0.47
2:B:4079:ASP:OD1 2:B:4498:LYS:NZ 2.46 0.47
2:B:4514:GLN:OE1 2:B:4515:PRO:HD2 2.14 0.47
2:D:226:LEU:HG 2:D:397:LEU:HD?22 1.95 0.47
2:D:988:GLU:HA 2:D:1022: TYR:CE2 2.50 0.47
2:D:1122:VAL:HG23 | 2:D:1131:TRP:HB2 1.97 0.47
2:D:3943: THR:O 2:D:3947:ILE:HG13 2.15 0.47
2:D:4014:GLU:HB3 2:D:4015:PRO:HD3 1.95 0.47
2:D:4514:GLN:OE1 2:D:4515:PRO:HD?2 2.14 0.47
2:F:746:LEU:CD1 2:F:753:ILE:HG12 2.45 0.47
2:F:3523:ILE:CG2 2:F:3524:PRO:HD3 2.44 0.47
2:F:3943:THR:O 2:F:3947:ILE:HG13 2.15 0.47
2:F:3999:LEU:O 2:F:4003:LEU-HG 2.15 0.47
2:H:859:VAL:HG11 2:H:928:LYS:HA 1.97 0.47
2:H:2420:LEU:CD1 2:H:2464:1LE:HG12 2.45 0.47
2:B:365:THR:HB 2:B:393:ASP:0D2 2.15 0.47
2:B:885:ILE:CG2 2:B:957:TYR:HA 2.32 0.47
2:B:911:LEU:HG 2:B:915:GLU:HB2 1.97 0.47
2:B:3943: THR:O 2:B:3947.1ILE:HG13 2.15 0.47
2:D:657:TYR:O 2:D:660: TRP:NE1 2.47 0.47
2:D:950:LYS:HA 2:D:968:LEU:HA 1.97 0.47
2:D:3685:SER:HB2 2:D:3715:GLN:O 2.14 0.47
2:F:443:LEU:O 2:F:447:1LE:HG13 2.14 0.47
2:F:968:LEU:O 2:F:970:LEU:HG 2.15 0.47
2:F:1538:GLU:HG2 2:F:1539:GLU:N 2.29 0.47
2:F:3574:TYR:O 2:F:3578:MET:HG3 2.15 0.47
2:H:968:LEU:O 2:H:970:LEU:HG 2.15 0.47
2:H:2067:GLU:O 2:H:2071:GLU:HG3 2.15 0.47
2:H:2070:MET:O 2:H:2074:VAL:HG23 2.15 0.47
2:H:3574:TYR:O 2:H:3578:-MET:HG3 2.15 0.47
2:H:3842:LEU:HA 2:H:3848:GLN:NE2 2.30 0.47
2:H:3943: THR:O 2:H:3947:ILE:HG13 2.15 0.47
2:B:869:ARG:HG3 2:B:927:LEU:HD11 1.96 0.47
2:B:2043:GLY:0O 2:B:2047:1ILE:HG13 2.15 0.47
2:B:2960:GLU:O 2:B:2963:GLU:HG2 2.15 0.47
2:B:3685:SER:HB2 2:B:3715:GLN:O 2.14 0.47
2:D:968:LEU:O 2:D:970:LEU:HG 2.15 0.47
2:D:975:LEU:HA 2:D:979:GLN:OE1 2.15 0.47
2:D:1016:ASN:OD1 2:D:1017:PRO:HD2 2.14 0.47
2:D:1392:GLY:O 2:D:1396:VAL:HG13 2.15 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

2:D:2515:TYR:OH 2:D:2532:GLU:OE1 2.29 0.47
2:D:3523:ILE:CG2 2:D:3524:PRO:HD3 2.44 0.47
2:F:882:MET:O 2:F:886:GLU:HG3 2.15 0.47
2:F:1438:GLU:O 2:F:1441: THR:OG1 2.24 0.47
2:F:1621:ARG:HH12 | 2:F:2023:GLN:HG2 1.80 0.47
2:F:2808:SER:OG 2:F:2809:SER:N 2.47 0.47
2:F:3209:LEU:HD11 | 2:F:3289:LEU:HD22 1.97 0.47
2:F:3685:SER:HB2 2:F:3715:GLN:O 2.14 0.47
2:H:975:LEU:HA 2:H:979:GLN:OE1 2.15 0.47
2:H:1538:GLU:HG2 2:H:1539:GLU:N 2.29 0.47
2:H:3999:LEU:O 2:H:4003:LEU:HG 2.15 0.47
2:H:4514:GLN:OFE1 2:H:4515:PRO:HD2 2.14 0.47
2:B:492:LEU:HD12 2:B:520:LEU:HD12 1.96 0.46
2:B:730:SER:HB3 2:B:733:LEU.CD2 2.45 0.46
2:B:1538:GLU:HG2 2:B:1539:GLU:N 2.29 0.46
2:D:730:SER:HB3 2:D:733:LEU:CD2 2.45 0.46
2:D:890: THR:N 2:D:900:ARG:O 2.41 0.46
2:D:911:LEU:HG 2:D:915:GLU:HB2 1.97 0.46
2:D:1723:VAL:HG12 2:D:1727:LYS:HE3 1.96 0.46
2:D:2067:GLU:O 2:D:2071:GLU:HG3 2.15 0.46
2:F:578:GLU:OE2 2:F:582:LYS:HE3 2.15 0.46
2:F:950:LYS:HA 2:F:968:LEU:HA 1.97 0.46
2:F:1122:VAL:HG23 | 2:F:1131:TRP:HB2 1.97 0.46
2:F:1392:GLY:O 2:F:1396:VAL:HG13 2.15 0.46
2:F:1611:ILE:O 2:F:1616:ALA:N 2.48 0.46
2:F:2067:GLU:O 2:F:2071:GLU:HG3 2.15 0.46
2:H:360:SER:OG 2:H:362:LEU:HG 2.15 0.46
2:H:624.LEU:HB2 2:H:625:PRO:HD3 1.97 0.46
2:H:869:ARG:HG3 2:H:927:-LEU:HD11 1.96 0.46
2:H:1008:GLN:OFE1 2:H:1008:GLN:N 2.49 0.46
2:H:1392:GLY:O 2:H:1396:VAL:HG13 2.15 0.46
2:H:3599:GLU:HG3 2:H:4542:PHE:CZ 2.49 0.46
2:B:166:ARG:HB2 2:B:169:ASP:0OD2 2.14 0.46
2:B:869:ARG:CB 2:B:927:LEU:HD11 2.40 0.46
2:B:950:LYS:HA 2:B:968:LEU:HA 1.97 0.46
2:B:975:LEU:HA 2:B:979:GLN:OE1 2.15 0.46
2:B:988:GLU:HA 2:B:1022: TYR:CE2 2.50 0.46
2:D:159:ARG:HA 2:D:163:GLU:OE1 2.16 0.46
2:D:492:LEU:HD12 2:D:520:LEU:HD12 1.96 0.46
2:D:665:1LE:CD1 2:D:741:VAL:HG13 2.45 0.46
2:D:869:ARG:HG3 2:D:927.LEU:HD11 1.96 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:906:VAL:HG22 2:D:907:GLU:H 1.80 0.46
2:D:1399:SER:HB2 2:D:1429:ARG:NH2 2.29 0.46
2:D:1687:PRO:O 2:D:1688:LEU:HB2 2.15 0.46
2:D:2228:PHE:HB3 2:D:2232:LEU:HB2 1.97 0.46
2:D:2536: THR:CG2 | 2:D:2567:ILE:HG23 2.45 0.46
2:D:3717:ASP:0OD2 2:D:3792:LYS:HD2 2.15 0.46
2:D:3999:LEU:O 2:D:4003:LEU:HG 2.15 0.46
2:F:365:THR:HB 2:F:393:ASP:0OD2 2.15 0.46
2:F:911:LEU:HG 2:F:915:GLU:HB2 1.97 0.46
2:F:3447:ILE:O 2:F:3451: VAL:HG23 2.14 0.46
2:H:103:LEU:C 2:H:104:LEU:HD12 2.41 0.46
2:H:657:TYR:O 2:H:660: TRP:NE1 2.47 0.46
2:H:2536: THR:CG2 | 2:H:2567:ILE:HG23 2.45 0.46
2:H:4674. THR:HG22 | 2:H:4701:MET:HE3 1.97 0.46
2:B:486:LEU:HD21 2:B:538:PHE:HE2 1.80 0.46
2:B:578:GLU:OE2 2:B:582:LYS:HE3 2.15 0.46
2:B:941:ASN:HB3 2:B:944:ALA:HB2 1.97 0.46
2:B:2122:SER:HB2 | 2:B:2137:LEU:HD13 1.97 0.46
2:B:3133:LEU:HD12 2:B:3133:LEU:HA 1.79 0.46
2:B:3424:LEU:HD13 | 2:D:1218:LEU:HD22 1.96 0.46
2:D:859:VAL:HG11 2:D:928:LYS:HA 1.97 0.46
2:D:2960:GLU:O 2:D:2963:GLU:HG2 2.15 0.46
2:D:3209:LEU:HD11 | 2:D:3289:LEU:HD22 1.97 0.46
2:D:3385:LEU:HD22 | 2:D:3403:LEU:CD2 2.41 0.46
2:D:4684:PHE:CB 2:D:4735:ARG:HH21 2.29 0.46
2:F:486:LEU:HD21 2:F:538:PHE:HE2 1.80 0.46
2:F:624:LEU:HB2 2:F:625:PRO:HD3 1.97 0.46
2:F:916:LYS:O 2:F:920:LEU:HG 2.14 0.46
2:F:935:CYS:SG 2:F:1053:PRO:HB3 2.55 0.46
2:F:954:PRO:O 2:F:964:LYS:HD2 2.16 0.46
2:F:3109:MET:HE3 2:F:3170:ILE:CG1 2.45 0.46
2:F:3717:ASP:0OD2 2:F:3792:LYS:HD2 2.15 0.46
2:F:3842:LEU:HA 2:F:3848:GLN:NE2 2.30 0.46
2:F:3902:ASP:CG 2:F:3906:LYS:HE3 2.41 0.46
2:H:788:ARG:HD2 2:H:1519:HIS:O 2.15 0.46
2:H:3685:SER:HB2 2:H:3715:GLN:O 2.14 0.46
2:H:3907:LEU:O 2:H:3911: THR:HG23 2.15 0.46
2:B:1218:LEU:HD22 | 2:H:3424:LEU:HD13 1.96 0.46
2:B:1723:VAL:CG1 2:B:1727:-LYS:HE3 2.46 0.46
2:B:2327:LEU:HD11 | 2:B:2366:PHE:HD2 1.80 0.46
2:B:2420:LEU:CD1 2:B:2464:.1LE:HG12 2.45 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:3599:GLU:HG3 2:B:4542:PHE:CZ 2.49 0.46
2:D:115:PHE:CZ 2:D:409:ARG:HD3 2.51 0.46
2:D:228:HIS:O 2:D:232:GLU:HB2 2.16 0.46
2:D:360:SER:OG 2:D:362:LEU:HG 2.15 0.46
2:D:868:ILE:HG13 2:D:1044:PHE:HE1 1.81 0.46
2:D:1151:MET:HE3 | 2:D:1162:THR:HG23 1.96 0.46
2:D:1611:ILE:O 2:D:1616:ALA:N 2.48 0.46
2:D:1621:ARG:HH12 | 2:D:2023:GLN:HG2 1.80 0.46
2:D:2028:LEU:CD2 | 2:D:2072:VAL:HG22 2.46 0.46
2:D:2070:MET:O 2:D:2074:VAL:HG23 2.15 0.46
2:D:2437:THR:HG22 | 2:D:2479:-MET:CG 2.46 0.46
2:D:2819:LEU:O 2:D:2823:LEU:HG 2.15 0.46
2:D:3415:ASP:CG 2:D:3416:PRO:HD2 2.41 0.46
2:D:3547:LEU:HD23 | 2:D:3618:ARG:NH1 2.29 0.46
2:D:3907:LEU:O 2:D:3911: THR:HG23 2.15 0.46
2:F:154:PRO:HB3 2:F:159:ARG:HB2 1.98 0.46
2:F:360:SER:OG 2:F:362:LEU:HG 2.15 0.46
2:F:1008:GLN:N 2:F:1008:GLN:OE1 2.49 0.46
2:F:1621:ARG:HD2 2:F:1665:PHE:CE1 2.50 0.46
2:F:1686:ILE:HD13 | 2:F:1691:LEU:HD22 1.96 0.46
2:F:2314:1LE:O 2:F:2318:LEU:HG 2.16 0.46
2:F:2536: THR:CG2 2:F:2567:ILE:HG23 2.45 0.46
2:F:4542:PHE:O 2:F:4546:LYS:HG3 2.14 0.46
2:H:665:1LE:CD1 2:H:741:VAL:HG13 2.45 0.46
2:H:935:CYS:SG 2:H:1053:PRO:HB3 2.55 0.46
2:H:2043:GLY:O 2:H:2047:ILE:HG13 2.15 0.46
2:B:937:ILE:HG12 2:B:1051:ILE:CD1 2.40 0.46
2:B:1122:VAL:HG23 | 2:B:1131:TRP:HB2 1.97 0.46
2:B:3209:LEU:HD11 | 2:B:3289:LEU:HD22 1.97 0.46
2:B:3608:THR:O 2:B:3612:GLN:HG3 2.16 0.46
2:B:3842:LEU:HA 2:B:3848:GLN:NE2 2.30 0.46
2:B:3902:ASP:CG 2:B:3906:LYS:HE3 2.41 0.46
1:C:68:SER:C 1:C:104:LEU:HD23 2.41 0.46
2:D:935:CYS:SG 2:D:1053:PRO:HB3 2.55 0.46
2:D:937:1ILE:HG12 2:D:1051:1ILE:CD1 2.40 0.46
2:D:3977:ASP:HB3 2:D:3978:ILE:HD12 1.97 0.46
2:F:319:SER:CB 2:F:358:ILE:HD11 2.46 0.46
2:F:730:SER:HB3 2:F:733:LEU:CD2 2.45 0.46
2:F:788:ARG:HD2 2:F:1519:HIS:O 2.15 0.46
2:F:868:ILE:HG13 2:F:1044:PHE:HE1 1.81 0.46
2:F:906:VAL:HG22 2:F:907:GLU:H 1.80 0.46
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Atom-1 Atom-2 distance (A) overlap (A)

2:F:975:LEU:HA 2:F:979:GLN:OE1 2.15 0.46
2:F:2028:LEU:CD2 | 2:F:2072:VAL:HG22 2.46 0.46
2:H:746:LEU:CD1 2:H:753:ILE:HG12 2.45 0.46
2:H:1686:ILE:HD13 | 2:H:1691:LEU:HD22 1.96 0.46
2:H:2327:LEU:HD11 | 2:H:2366:PHE:HD2 1.80 0.46
2:H:2808:SER:OG 2:H:2809:SER:N 2.47 0.46
2:H:2960:GLU:O 2:H:2963:GLU:HG2 2.15 0.46
2:B:20:GLU:HG2 2:B:69:VAL:HG22 1.98 0.46
2:B:115:PHE:CZ 2:B:409:ARG:HD3 2.51 0.46
2:B:788:ARG:HD2 2:B:1519:HIS:O 2.15 0.46
2:B:1578: TYR:CE1 2:B:1680:GLN:HG3 2.51 0.46
2:B:3415:ASP:CG 2:B:3416:PRO:HD2 2.41 0.46
2:B:3946:GLU:O 2:B:3950:LEU:HG 2.16 0.46
2:B:4707:PHE:CE2 2:B:4719:1ILE:HD11 2.51 0.46
2:B:4833: TRP:O 2:B:4837:GLN:HG2 2.16 0.46
2:D:486:LEU:HD21 2:D:538:PHE:HE?2 1.80 0.46
2:D:1008:GLN:OE1 2:D:1008:GLN:N 2.49 0.46
2:D:3109:MET:HE3 2:D:3170:ILE:CG1 2.45 0.46
2:F:115:PHE:CZ 2:F:409:ARG:HD3 2.51 0.46
2:F:2960:GLU:O 2:F:2963:GLU:HG2 2.15 0.46
2:H:166:ARG:HB2 2:H:169:ASP:0D2 2.14 0.46
2:H:365:THR:HB 2:H:393:ASP:0D2 2.15 0.46
2:H:730:SER:HB3 2:H:733:LEU:CD2 2.45 0.46
2:H:895:ARG:NH2 2:H:897:ASP:0OD1 2.49 0.46
2:H:906:VAL:HG22 2:H:907:GLU:H 1.80 0.46
2:H:940:VAL:HG23 2:H:941:ASN:ND2 2.31 0.46
2:H:1723:VAL:CG1 2:H:1727:LYS:HE3 2.46 0.46
2:H:3109:MET:HE3 2:H:3170:ILE:CG1 2.45 0.46
2:H:3209:LEU:HD11 | 2:H:3289:LEU:HD22 1.97 0.46
2:H:3902:ASP:CG 2:H:3906:LYS:HE3 2.41 0.46
2:B:473:GLN:OE1 2:B:531:ASN:HB2 2.16 0.46
2:B:746:LEU:CD1 2:B:753:ILE:HG12 2.45 0.46
2:B:895:ARG:NH2 2:B:897:ASP:OD1 2.49 0.46
2:B:2037:GLU:HA 2:B:2089:MET:HE3 1.96 0.46
2:B:2067:GLU:O 2:B:2071:GLU:HG3 2.15 0.46
2:B:2187:TRP:0O 2:B:2189:PRO:HD3 2.16 0.46
2:D:578:GLU:OE2 2:D:582:LYS:HE3 2.15 0.46
2:D:895:ARG:NH2 2:D:897:ASP:0OD1 2.49 0.46
2:D:1578:TYR:HE1 2:D:1682:GLN:O 1.99 0.46
2:D:2420:LEU:CD1 2:D:2464:1LE:HG12 2.45 0.46
2:D:4674:THR:HG22 | 2:D:4701:MET:HE3 1.97 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:4833:TRP:O 2:D:4837:GLN:HG2 2.16 0.46
2:F:109:ILE:CG2 2:F:152:1ILE:HD11 2.42 0.46
2:F:1151:MET:HE3 | 2:F:1162: THR:HG23 1.96 0.46
2:F:2228:PHE:HB3 2:F:2232:LEU:HB2 1.97 0.46
2:F:2819:LEU:O 2:F:2823:LEU:HG 2.15 0.46
2:H:154:PRO:HB3 2:H:159:ARG:HB2 1.98 0.46
2:H:954:PRO:0O 2:H:964:LYS:HD2 2.16 0.46
2:H:1621:ARG:HD2 | 2:H:1665:PHE:CE1 2.50 0.46
2:H:2314:ILE:O 2:H:2318:LEU:HG 2.16 0.46
2:H:3608: THR:O 2:H:3612:GLN:HG3 2.16 0.46
2:H:3826:ASP:0OD1 2:H:3826:ASP:N 2.49 0.46
2:H:4688:SER:OG 2:H:4693:GLU:O 2.30 0.46
1:A:31:LEU:HD12 1:A:37:PHE:CD1 2.51 0.46
2:B:103:LEU:C 2:B:104:LEU:HD12 2.41 0.46
2:B:154:PRO:HB3 2:B:159:ARG:HB2 1.98 0.46
2:B:159:ARG:HA 2:B:163:GLU:OE1 2.16 0.46
2:B:624:LEU:HB2 2:B:625:PRO:HD3 1.97 0.46
2:B:968:LEU:O 2:B:970:LEU:HG 2.15 0.46
2:B:2437:-THR:HG22 | 2:B:2479:MET:CG 2.46 0.46
2:B:3523:ILE:CG2 2:B:3524:PRO:HD3 2.44 0.46
2:B:3738:PHE:O 2:B:3742:LEU:HG 2.16 0.46
2:B:3977:ASP:HB3 2:B:3978:ILE:HD12 1.97 0.46
2:D:828:LYS:HG2 2:D:829:ARG:N 2.31 0.46
2:D:895:ARG:HB3 2:D:902:HIS:HA 1.98 0.46
2:D:941:ASN:HB3 2:D:944:ALA:HB2 1.97 0.46
2:D:954:PRO:O 2:D:964:LYS:HD2 2.16 0.46
2:D:2314:ILE:O 2:D:2318:LEU:HG 2.16 0.46
2:D:3946:GLU:O 2:D:3950:LEU:HG 2.16 0.46
2:D:4545:ARG:O 2:D:4548:1LE:HG22 2.16 0.46
2:F:20:GLU:HG2 2:F:69:VAL:HG22 1.98 0.46
2:F:1880:PHE:CZ 2:F:1893:ARG:HG2 2.50 0.46
2:F:2037:GLU:HA 2:F:2089:MET:-HE3 1.96 0.46
2:F:2437: THR:HG22 | 2:F:2479:MET:CG 2.46 0.46
2:F:3152:PRO:CD 2:F:3153:PRO:HD2 2.46 0.46
2:F:3907:LEU:O 2:F:3911: THR:HG23 2.15 0.46
2:H:251:TYR:CE2 2:H:383:VAL:HG22 2.51 0.46
2:H:3547:LEU:HD23 | 2:H:3618:ARG:NH1 2.29 0.46
2:H:3946:GLU:O 2:H:3950:LEU:HG 2.16 0.46
2:H:4390:LYS:NZ 2:H:4390:LYS:HB3 2.31 0.46
2:H:4538: TYR:CE2 2:H:4540:ASP:HB3 2.51 0.46
2:H:4833:TRP:O 2:H:4837:GLN:HG2 2.16 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:935:CYS:SG 2:B:1053:PRO:HB3 2.55 0.46
2:B:954:PRO:O 2:B:964:LYS:HD2 2.16 0.46
2:B:1008:GLN:OE1 2:B:1008:GLN:N 2.49 0.46
2:B:3109:MET:HE3 2:B:3170:ILE:CG1 2.45 0.46
2:D:251:TYR:CE2 2:D:383:VAL:HG22 2.51 0.46
2:D:319:SER:CB 2:D:358:ILE:HD11 2.46 0.46
2:D:3902:ASP:CG 2:D:3906:LYS:HE3 2.41 0.46
2:F:103:LEU:C 2:F:104:LEU:HD12 2.41 0.46
2:F:665:1LE:CD1 2:F:741:VAL:HG13 2.45 0.46
2:F:940:VAL:HG23 2:F:941:ASN:ND2 2.31 0.46
2:F:1081:ALA:HA 2:F:1188:VAL:HG12 1.98 0.46
2:F:2043:GLY:O 2:F:2047:ILE:HG13 2.15 0.46
2:F:4390:LYS:NZ 2:F:4390:LYS:HB3 2.31 0.46
2:F:4538:TYR:CE2 2:F:4540:ASP:HB3 2.51 0.46
1:G:31:LEU:HD12 1:G:37:PHE:CD1 2.51 0.46
2:H:228:HIS:O 2:H:232:GLU:HB2 2.16 0.46
2:H:868:ILE:HG13 2:H:1044:PHE:HE1 1.81 0.46
2:H:2057:PRO:HB3 2:H:2103:ILE:HG21 1.98 0.46
2:H:2122:SER:HB2 | 2:H:2137:LEU:HD13 1.97 0.46
2:H:2187:TRP:O 2:H:2189:PRO:HD3 2.16 0.46
2:H:3977:ASP:HB3 2:H:3978:ILE:HD12 1.97 0.46
1:A:5:ILE:HG12 1:A:75:LEU:HD22 1.98 0.46
2:B:486:LEU:HD21 2:B:538:PHE:CE2 2.51 0.46
2:B:868:ILE:HG13 2:B:1044:PHE:HE1 1.81 0.46
2:B:1621:ARG:HD2 2:B:1665:PHE:CE1 2.50 0.46
2:B:1686:ILE:HD13 | 2:B:1691:LEU:HD22 1.96 0.46
2:B:2070:MET:O 2:B:2074:VAL:HG23 2.15 0.46
2:B:2319:ARG:O 2:B:2371:TYR:OH 2.33 0.46
2:B:2536:THR:CG2 | 2:B:2567:ILE:HG23 2.45 0.46
2:B:3152:PRO:CD 2:B:3153:PRO:HD2 2.46 0.46
2:B:3190:MET:HB3 2:B:3262:ALA:HB1 1.98 0.46
2:B:4674: THR:HG22 | 2:B:4701:MET:HE3 1.97 0.46
2:D:365:THR:HB 2:D:393:ASP:0D2 2.15 0.46
2:D:473:GLN:OE1 2:D:531:ASN:HB2 2.16 0.46
2:D:705:VAL:HG23 2:D:780:SER:CB 2.45 0.46
2:D:1621:ARG:HD2 2:D:1665:PHE:CE1 2.50 0.46
2:D:2313:ARG:HD3 2:F:177:SER:O 2.16 0.46
2:D:2327:LEU:HD11 | 2:D:2366:PHE:HD2 1.80 0.46
2:D:3842:LEU:HA 2:D:3848:GLN:NE2 2.30 0.46
2:D:4707:PHE:CE2 2:D:4719:ILE:HD11 2.51 0.46
2:F:301:GLN:HB2 2:F:304:LEU:HD22 1.98 0.46
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2:F:492:LEU:HD12 2:F:520:LEU:HD12 1.96 0.46
2:F:1723:VAL:CG1 2:F:1727:LYS:HE3 2.46 0.46
2:F:2319:ARG:O 2:F:2371:TYR:OH 2.33 0.46
2:F:3903:-MET:HG2 | 2:F:3950:LEU:HD21 1.98 0.46
2:H:473:GLN:OE1 2:H:531:ASN:HB2 2.16 0.46
2:H:486:LEU:HD21 2:H:538:PHE:HE2 1.80 0.46
2:H:882:MET:O 2:H:886:GLU:HG3 2.15 0.46
2:H:1578:TYR:CE1 2:H:1680:GLN:HG3 2.51 0.46
2:H:3523:ILE:CG2 2:H:3524:PRO:HD3 2.44 0.46
2:B:301:GLN:HB2 2:B:304:LEU:HD22 1.98 0.45
2:B:884:LYS:0O 2:B:889: TRP:HB2 2.17 0.45
2:B:4390:LYS:NZ 2:B:4390:LYS:HB3 2.31 0.45
2:B:4545:ARG:O 2:B:4548.1LE:HG22 2.16 0.45
2:D:232:GLU:CG 2:D:253:ALA:HB2 2.36 0.45
2:D:788:ARG:HD2 2:D:1519:HIS:O 2.15 0.45
2:D:882:MET:O 2:D:886:GLU:HG3 2.15 0.45
2:D:988:GLU:HA 2:D:1022:TYR:CD2 2.51 0.45
2:D:2043:GLY:O 2:D:2047:ILE:HG13 2.15 0.45
2:D:2808:SER:OG 2:D:2809:SER:N 2.47 0.45
2:D:4390:LYS:HB3 2:D:4390:LYS:NZ 2.31 0.45
1:E:50:ARG:HD3 1:E:53:LYS:CE 2.42 0.45
2:F:486:LEU:HD21 2:F:538:PHE:CE2 2.51 0.45
2:F:590:LYS:CE 2:F:1477:SER:HB2 2.46 0.45
2:F:884:LYS:O 2:F:889: TRP:HB2 2.17 0.45
2:F:895:ARG:HB3 2:F:902:HIS:HA 1.98 0.45
2:F:1687:PRO:O 2:F:1688:LEU:HB2 2.15 0.45
2:F:2122:SER:HB2 2:F:2137:LEU:HD13 1.97 0.45
2:F:3977:ASP:HB3 2:F:3978:ILE:HD12 1.97 0.45
2:H:115:PHE:CZ 2:H:409:ARG:HD3 2.51 0.45
2:H:301:GLN:HB2 2:H:304:LEU:HD22 1.98 0.45
2:H:319:SER:CB 2:H:358:ILE:HD11 2.46 0.45
2:H:950:LYS:HA 2:H:968:LEU:HA 1.97 0.45
2:B:177:SER:O 2:H:2313:ARG:HD3 2.16 0.45
2:B:885:ILE:HG12 2:B:959:MET:CE 2.38 0.45
2:B:1081:ALA:HA 2:B:1188:VAL:HG12 1.98 0.45
2:B:1616:ALA:O 2:B:1620:GLU:HG3 2.16 0.45
2:B:4013:PHE:O 2:B:4017:LEU:HB2 2.16 0.45
2:B:4498:LYS:O 2:B:4502:ARG:HG2 2.16 0.45
1:C:31:LEU:HD12 1:C:37:PHE:CD1 2.51 0.45
2:D:184:LEU:O 2:D:184:LEU:HD23 2.16 0.45
2:D:624:LEU:HB2 2:D:625:PRO:HD3 1.97 0.45
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:D:884:LYS:O 2:D:889: TRP:HB2 2.17 0.45
2:D:3080:THR:HG23 | 2:D:3081:LYS:HG3 1.99 0.45
2:D:4013:PHE:O 2:D:4017:LEU:HB2 2.16 0.45
2:D:4538:TYR:CE2 2:D:4540:ASP:HB3 2.51 0.45
2:F:159:ARG:HA 2:F:163:GLU:OE1 2.16 0.45
2:F:988:GLU:HA 2:F:1022: TYR:CD2 2.51 0.45
2:F:2313:ARG:HD3 2:H:177:SER:O 2.16 0.45
2:F:3415:ASP:CG 2:F:3416:PRO:HD2 2.41 0.45
2:F:4674: THR:HG22 | 2:F:4701:MET:HE3 1.97 0.45
2:F:4833: TRP:O 2:F:4837:GLN:HG2 2.16 0.45
2:H:578:GLU:OE2 2:H:582:LYS:HE3 2.15 0.45
2:H:1687:PRO:O 2:H:1688:LEU:HB2 2.15 0.45
2:H:2228:PHE:HB3 2:H:2232:LEU:HB2 1.97 0.45
2:H:2437:-THR:HG22 | 2:H:2479:MET:CG 2.46 0.45
2:B:3080: THR:HG23 | 2:B:3081:LYS:HG3 1.99 0.45
1:C:5:ILE:HG12 1:C:75:LEU:HD22 1.98 0.45
2:D:301:GLN:HB2 2:D:304:LEU:HD22 1.98 0.45
2:D:2388:LEU:HB3 2:D:2389:PRO:HD3 1.99 0.45
2:D:3190:MET:HB3 | 2:D:3262:ALA:HB1 1.98 0.45
2:D:3738:PHE:O 2:D:3742:LEU:HG 2.16 0.45
1:E:19:LYS:HE3 1:E:52:GLY:HA3 1.99 0.45
1:E:31:LEU:HD12 1:E:37:PHE:CD1 2.51 0.45
2:F:895:ARG:NH2 2:F:897:ASP:0OD1 2.49 0.45
2:F:3946:GLU:O 2:F:3950:LEU:HG 2.16 0.45
1:G:5:ILE:HG12 1:G:75:LEU:HD22 1.98 0.45
2:H:895:ARG:HB3 2:H:902:HIS:HA 1.98 0.45
2:H:941:ASN:HB3 2:H:944:ALA:HB2 1.97 0.45
2:H:1081:ALA:HA 2:H:1188:VAL:HG12 1.98 0.45
1:A:68:SER:C 1:A:104:LEU:HD23 2.41 0.45
2:B:251:TYR:CE2 2:B:383:VAL:HG22 2.51 0.45
2:B:882:MET:O 2:B:886:GLU:HG3 2.15 0.45
2:B:2248:.1LE:CG1 2:B:2284:MET:HE2 2.46 0.45
2:B:2388:LEU:HB3 2:B:2389:PRO:HD3 1.99 0.45
2:B:2969:LEU:HD11 | 2:B:3041:TYR:CD2 2.52 0.45
2:D:103:LEU:C 2:D:104:LEU:HD12 2.41 0.45
2:D:486:LEU:HD21 2:D:538:PHE:CE2 2.51 0.45
2:D:2122:SER:HB2 | 2:D:2137:LEU:HD13 1.97 0.45
2:D:3152:PRO:CD 2:D:3153:PRO:HD?2 2.46 0.45
2:D:3379:ASP:N 2:D:3379:ASP:0OD1 2.50 0.45
2:F:1578:TYR:CE1 2:F:1680:GLN:HG3 2.51 0.45
2:F:2327:LEU:HD11 | 2:F:2366:PHE:HD2 1.80 0.45
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:F:2943:GLY:O 2:F:2948:LYS:HE3 2.17 0.45
2:F:3080: THR:HG23 | 2:F:3081:LYS:HG3 1.99 0.45
2:F:4013:PHE:O 2:F:4017:LEU:HB2 2.16 0.45
1:G:19:LYS:HES3 1:G:52:GLY:HA3 1.99 0.45
2:H:297:LEU:HD12 2:H:385:LEU:CD1 2.44 0.45
2:H:590:LYS:CE 2:H:1477:SER:HB2 2.46 0.45
2:H:884:LYS:O 2:H:889: TRP:HB2 2.17 0.45
2:H:1393:GLY:O 2:H:1396:VAL:HG22 2.17 0.45
2:H:1840:ASN:O 2:H:1844:ARG:HG3 2.17 0.45
2:H:2388:LEU:HB3 2:H:2389:PRO:HD3 1.99 0.45
2:H:3738:PHE:O 2:H:3742:LEU:HG 2.16 0.45
2:H:4545:ARG:O 2:H:4548:ILE:HG22 2.16 0.45
1:A:19:LYS:HE3 1:A:52:GLY:HA3 1.99 0.45
2:B:319:SER:CB 2:B:358:ILE:HD11 2.46 0.45
2:B:440:LEU:O 2:B:444:GLN:HG3 2.17 0.45
2:B:940:VAL:HG23 2:B:941:ASN:ND2 2.31 0.45
2:B:1392:GLY:O 2:B:1396:VAL:HG13 2.15 0.45
2:B:2314:ILE:O 2:B:2318:LEU:HG 2.16 0.45
1:C:50:ARG:HD3 1:C:53:LYS:CE 2.42 0.45
2:D:440:LEU:O 2:D:444:GLN:HG3 2.17 0.45
2:D:1081:ALA:HA 2:D:1188:VAL:HG12 1.98 0.45
2:D:1578:TYR:CE1 | 2:D:1680:GLN:HG3 2.51 0.45
2:D:2187:TRP:O 2:D:2189:PRO:HD3 2.16 0.45
2:D:3072:TYR:CE1 2:D:3157:PRO:HB2 2.52 0.45
2:D:3714:LEU:HD23 2:D:3792:LYS:CB 2.47 0.45
2:F:228:HIS:O 2:F:232:GLU:HB2 2.16 0.45
2:F:4498:LYS:0 2:F:4502:ARG:HG2 2.16 0.45
2:F:4707:PHE:CE2 2:F:4719:1LE:HD11 2.51 0.45
2:H:159:ARG:HA 2:H:163:GLU:OE1 2.16 0.45
2:H:184:LEU:HD23 2:H:184:LEU:O 2.16 0.45
2:H:2969:LEU:HD11 | 2:H:3041:TYR:CD2 2.52 0.45
2:H:3072: TYR:CE1 2:H:3157:PRO:HB2 2.52 0.45
2:H:3080: THR:HG23 | 2:H:3081:LYS:HG3 1.99 0.45
2:H:3527:-MET:CG | 2:H:3618:ARG:HH12 2.24 0.45
2:B:228:HIS:O 2:B:232:GLU:HB2 2.16 0.45
2:B:1330:TYR:CE1 2:B:1413:CYS:HB2 2.52 0.45
2:B:2028:LEU:CD2 | 2:B:2072:VAL:HG22 2.46 0.45
2:B:2057:PRO:HB3 2:B:2103:ILE:HG21 1.98 0.45
2:B:2313:ARG:HD3 2:D:177:SER:O 2.16 0.45
2:B:3072:TYR:CE1 2:B:3157:PRO:HB2 2.52 0.45
2:D:1696:LEU:HD11 | 2:D:1742:ASP:HB3 1.99 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

2:D:3903:MET:HG2 | 2:D:3950:LEU:HD21 1.98 0.45
2:F:1878:LEU:HD11 | 2:F:3501:PHE:CD1 2.52 0.45
2:F:1960:ILE:O 2:F:1964:MET:HG2 2.17 0.45
2:F:3608:THR:O 2:F:3612:GLN:HG3 2.16 0.45
2:F:3714:LEU:HD23 2:F:3792:LYS:CB 2.47 0.45
2:F:3738:PHE:O 2:F:3742:LEU-HG 2.16 0.45
2:F:4545:ARG:0O 2:F:4548:ILE:HG22 2.16 0.45
2:H:1878:LEU:HD11 | 2:H:3501:PHE:CD1 2.52 0.45
2:H:3152:PRO:CD 2:H:3153:PRO:HD?2 2.46 0.45
2:H:3385:LEU:HD22 | 2:H:3403:LEU:CD2 2.41 0.45
2:H:3714:LEU:HD23 2:H:3792:LYS:CB 2.47 0.45
2:H:4707:PHE:CE2 2:H:4719:ILE:HD11 2.51 0.45
2:B:184:LEU:O 2:B:184:LEU:HD23 2.16 0.45
2:B:360:SER:OG 2:B:362:LEU:HG 2.15 0.45
2:B:1248:PRO:HD2 2:B:1251:HIS:HB2 1.99 0.45
2:B:1878:LEU:HD11 | 2:B:3501:PHE:CD1 2.52 0.45
2:B:3454:LEU:O 2:B:3457:VAL:HG22 2.17 0.45
2:B:4538: TYR:CE2 2:B:4540:ASP:HB3 2.51 0.45
1:C:19:LYS:HE3 1:C:52:GLY:HA3 1.99 0.45
2:D:20:GLU:HG2 2:D:69:VAL:HG22 1.98 0.45
2:D:154:PRO:HB3 2:D:159:ARG:HB2 1.98 0.45
2:D:4498:LYS:O 2:D:4502:ARG:HG2 2.16 0.45
2:F:123:LEU:O 2:F:135:PHE:HB3 2.17 0.45
2:F:251:TYR:CE2 2:F:383:VAL:HG22 2.51 0.45
2:F:1009:GLN:HG3 2:F:1011:LEU:H 1.82 0.45
2:F:2388:LEU:HB3 2:F:2389:PRO:HD3 1.99 0.45
2:F:2545:ASP:O 2:F:2548:SER:OG 2.35 0.45
2:F:3072:TYR:CE1 2:F:3157:PRO:HB2 2.52 0.45
2:F:3115:LEU:HD12 | 2:F:3128:VAL:HG11 1.99 0.45
2:H:447:1LE:HD12 2:H:519:LEU:HD22 1.99 0.45
2:H:486:LEU:HD21 2:H:538:PHE:CE2 2.51 0.45
2:B:232:GLU:CG 2:B:253:ALA:HB2 2.36 0.45
2:B:447:ILE:HD12 2:B:519:LEU:HD22 1.99 0.45
2:B:906:VAL:HG22 2:B:907:GLU:H 1.80 0.45
2:B:1578: TYR:HE1 2:B:1682:GLN:O 1.99 0.45
2:B:2228:PHE:HB3 2:B:2232:LEU:HB2 1.97 0.45
2:B:4456:GLN:HG3 2:B:4456:GLN:O 2.17 0.45
2:D:1330:TYR:CE1 2:D:1413:CYS:HB2 2.52 0.45
2:D:1840:ASN:O 2:D:1844:ARG:HG3 2.17 0.45
2:F:3379:ASP:0OD1 2:F:3379:ASP:N 2.50 0.45
2:H:705:VAL:HG23 2:H:780:SER:CB 2.45 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:869:ARG:CB 2:H:927.LEU:HD11 2.40 0.45
2:H:1095:THR:HG22 | 2:H:1197:GLN:OE1 2.17 0.45
2:H:1611:ILE:O 2:H:1616:ALA:N 2.48 0.45
2:H:1960:ILE:O 2:H:1964:MET:HG2 2.17 0.45
2:H:2449:ARG:O 2:H:2449:ARG:NH1 2.32 0.45
2:H:2943:GLY:O 2:H:2948:LYS:HE3 2.17 0.45
2:H:3903:MET:HG2 | 2:H:3950:LEU:HD21 1.98 0.45
2:B:297:LEU:HD12 2:B:385:LEU:CD1 2.44 0.45
2:B:3115:LEU:HD12 | 2:B:3128:VAL:HG11 1.99 0.45
2:B:3165:GLU:O 2:B:3169:VAL:HG12 2.17 0.45
2:D:343:VAL:HG13 2:D:344:PRO:HD2 1.99 0.45
2:D:1095:THR:HG22 | 2:D:1197:GLN:OE1 2.17 0.45
2:D:1151:MET:HE3 | 2:D:1162:THR:CG2 2.47 0.45
2:D:2319:ARG:HD3 | 2:D:2371:TYR:CE1 2.52 0.45
2:D:3825: TRP:O 2:D:3829:VAL:HG23 2.17 0.45
2:F:440:LEU:O 2:F:444:GLN:HG3 2.17 0.45
2:F:941:ASN:HB3 2:F:944:ALA:HB2 1.97 0.45
2:F:1578:TYR:HE1 2:F:1682:GLN:O 1.99 0.45
2:F:2248:ILE:CG1 2:F:2284:MET:HE2 2.46 0.45
2:F:3454:LEU:O 2:F:3457:-VAL:HG22 2.17 0.45
2:F:3547:LEU:HD23 | 2:F:3618:ARG:NH1 2.29 0.45
2:H:440:LEU:O 2:H:444:GLN:HG3 2.17 0.45
2:H:3246:GLU:O 2:H:3249:ILE:HG13 2.17 0.45
2:B:828:LYS:HG2 2:B:829:ARG:N 2.31 0.45
2:B:890: THR:N 2:B:900:ARG:O 2.41 0.45
2:B:1002:GLY:O 2:B:1014:LYS:HB3 2.17 0.45
2:B:1840:ASN:O 2:B:1844:ARG:HG3 2.17 0.45
2:B:2319:ARG:HD3 | 2:B:2371:TYR:CE1 2.52 0.45
2:B:3903:MET:HG2 | 2:B:3950:LEU:HD21 1.98 0.45
1:C:5:ILE:HD11 1:C:63:GLY:HA2 1.99 0.45
2:D:270:ARG:O 2:D:274:SER:HB3 2.17 0.45
2:D:447:1ILE:HD12 2:D:519:LEU:HD?22 1.99 0.45
2:D:940:VAL:HG23 2:D:941:ASN:ND2 2.31 0.45
2:D:1002:GLY:O 2:D:1014:LYS:HB3 2.17 0.45
2:D:1878:LEU:HD11 | 2:D:3501:PHE:CD1 2.52 0.45
2:D:2057:PRO:HB3 | 2:D:2103:ILE:HG21 1.98 0.45
2:D:2367:LEU:HD11 2:D:2378:PHE:HZ 1.82 0.45
2:D:3436:ASN:OD1 2:D:3439:LYS:HG3 2.17 0.45
1:E:68:SER:C 1:E:104:LEU:HD23 2.41 0.45
2:F:1095:THR:HG22 | 2:F:1197:GLN:OE1 2.17 0.45
2:F:1393:GLY:O 2:F:1396:VAL:HG22 2.17 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

2:F:1399:SER:HB2 2:F:1429:ARG:NH2 2.29 0.45
2:F:1616:ALA:O 2:F:1620:GLU:HG3 2.16 0.45
2:F:1696:LEU:HD11 2:F:1742:ASP:HB3 1.99 0.45
2:H:72:GLN:HE21 2:H:74.LEU:HD13 1.82 0.45
2:H:1616:ALA:O 2:H:1620:GLU:HG3 2.16 0.45
2:H:1696:LEU:HD11 | 2:H:1742:ASP:HB3 1.99 0.45
2:H:2028:LEU:CD2 | 2:H:2072:VAL:HG22 2.46 0.45
2:H:4013:PHE:O 2:H:4017:LEU:HB2 2.16 0.45
2:B:261:ARG:O 2:B:288:HIS:NE2 2.34 0.44
2:B:422:VAL:HG23 2:B:491:ARG:CG 2.44 0.44
2:B:861:LEU:HD12 2:B:862:PRO:CD 2.46 0.44
2:B:882:MET:HE2 2:B:886:GLU:OE2 2.17 0.44
2:B:895:ARG:HB3 2:B:902:HIS:HA 1.98 0.44
2:B:2327:LEU:HD11 | 2:B:2366:PHE:CD2 2.53 0.44
2:B:3436:ASN:OD1 2:B:3439:LYS:HG3 2.17 0.44
2:B:4409:VAL:O 2:B:4413:1LE:HG13 2.17 0.44
2:D:123:LEU:O 2:D:135:PHE:HB3 2.17 0.44
2:D:941:ASN:HB2 2:D:1048:GLY:HA3 2.00 0.44
2:D:1248:PRO:HD2 2:D:1251:HIS:HB2 1.99 0.44
2:D:1616:ALA:O 2:D:1620:GLU:HG3 2.16 0.44
2:D:1966:ARG:O 2:D:1970:GLU:HG3 2.18 0.44
2:D:2248:1LE:CG1 2:D:2284:MET:HE2 2.46 0.44
2:D:2943:GLY:O 2:D:2948:LYS:HE3 2.17 0.44
2:D:3454:LEU:O 2:D:3457:VAL:HG22 2.17 0.44
2:D:4409:VAL:O 2:D:4413:1LE:HG13 2.17 0.44
2:D:4476:1LE:O 2:D:4479:VAL:HG22 2.18 0.44
2:F:473:GLN:OE1 2:F:531:ASN:HB2 2.16 0.44
2:F:1966:ARG:O 2:F:1970:GLU:HG3 2.18 0.44
2:H:1399:SER:HB2 2:H:1429:ARG:NH2 2.29 0.44
2:H:3115:LEU:HD12 | 2:H:3128:VAL:HG11 1.99 0.44
2:H:3415:ASP:CG 2:H:3416:PRO:HD2 2.41 0.44
2:H:4476:ILE:O 2:H:4479:VAL:HG22 2.18 0.44
2:B:788:ARG:HA 2:B:1521: TRP:O 2.17 0.44
2:B:1009:GLN:HG3 2:B:1011:LEU:H 1.82 0.44
2:B:1838:GLN:HE21 | 2:B:3497:ILE:HG13 1.82 0.44
2:B:1960:1LE:O 2:B:1964:MET:HG2 2.17 0.44
2:B:3706:GLU:O 2:B:3710:ARG:HG3 2.17 0.44
2:B:3826:ASP:OD1 2:B:3826:ASP:N 2.49 0.44
2:B:4476:1LE:O 2:B:4479:VAL:HG22 2.18 0.44
2:B:4491.LEU:HG 2:B:4495:LYS:HE2 1.99 0.44
2:D:1723:VAL:CG1 2:D:1727:LYS:HE3 2.46 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:3115:LEU:HD12 | 2:D:3128:VAL:HG11 1.99 0.44
2:F:72:GLN:HE21 2:F:74:LEU:HD13 1.82 0.44
2:F:270:ARG:O 2:F:274:.SER:HB3 2.17 0.44
2:F:447:ILE:HD12 2:F:519:LEU:HD22 1.99 0.44
2:F:2969:LEU:HD11 | 2:F:3041:TYR:CD2 2.52 0.44
2:F:4409:VAL:O 2:F:4413:ILE:HG13 2.17 0.44
2:F:4476:1ILE:O 2:F:4479:VAL:HG22 2.18 0.44
2:F:4779:LYS:HE2 2:F:4779:LYS:HB3 1.76 0.44
2:H:123:LEU:O 2:H:135:PHE:HB3 2.17 0.44
2:H:3776:TYR:OH 2:H:3783:ASP:0OD1 2.19 0.44
2:H:4548:ILE:HA 2:H:4560:ILE:HG21 1.99 0.44
2:B:270:ARG:O 2:B:274:SER:HB3 2.17 0.44
2:B:988:GLU:HA 2:B:1022:TYR:CD2 2.51 0.44
2:B:1696:LEU:HD11 | 2:B:1742:ASP:HB3 1.99 0.44
2:B:2500:MET:HB3 | 2:B:2501:PRO:HD3 1.99 0.44
2:D:1838:GLN:HE21 | 2:D:3497:ILE:HG13 1.82 0.44
2:D:1960:1LE:O 2:D:1964:MET:HG2 2.17 0.44
2:D:3165:GLU:O 2:D:3169:VAL:HG12 2.17 0.44
2:D:3246:GLU:O 2:D:3249:1LE:HG13 2.17 0.44
2:D:3657:VAL:O 2:D:3661:MET:HG3 2.18 0.44
1:E:5:ILE:HG12 1:E:75:LEU:HD22 1.98 0.44
2:F:1840:ASN:O 2:F:1844:ARG:HG3 2.17 0.44
2:F:2057:PRO:HB3 2:F:2103:ILE:HG21 1.98 0.44
2:F:2187:TRP:O 2:F:2189:PRO:HD3 2.16 0.44
2:F:3706:GLU:O 2:F:3710:ARG:HG3 2.17 0.44
1:G:68:SER:C 1:G:104:LEU:HD23 2.41 0.44
2:H:1248:PRO:HD2 2:H:1251:HIS:HB2 1.99 0.44
2:H:3190:-MET:HB3 | 2:H:3262:ALA:HB1 1.98 0.44
2:H:4456:GLN:HG3 2:H:4456:GLN:O 2.17 0.44
2:H:4779:LYS:HE2 2:H:4779:LYS:HB3 1.76 0.44
2:B:343:VAL:HG13 2:B:344:PRO:HD2 1.99 0.44
2:B:661: TYR:CE1 2:B:743:SER:HB3 2.53 0.44
2:B:977:PRO:N 2:B:978:PRO:HD2 2.33 0.44
2:B:1611:ILE:O 2:B:1616:ALA:N 2.48 0.44
2:B:3246:GLU:O 2:B:3249:1LE:HG13 2.17 0.44
2:B:3735:ASN:ND2 2:B:3738:PHE:HB2 2.33 0.44
2:B:4491:LEU:O 2:B:4495:LYS:HG3 2.18 0.44
2:D:72:GLN:HE21 2:D:74:LEU:HD13 1.82 0.44
2:D:626:ARG:HD3 2:D:628:ASN:OD1 2.18 0.44
2:F:1151:MET:HE3 2:F:1162: THR:CG2 2.47 0.44
2:F:4004:ASP:HB2 2:F:4005:PRO:HD3 2.00 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:F:4491:LEU:HG 2:F:4495:LYS:HE2 1.99 0.44
2:H:270:ARG:O 2:H:274:SER:HB3 2.17 0.44
2:H:882:MET:HE2 2:H:886:GLU:OE2 2.17 0.44
2:H:3706:GLU:O 2:H:3710:ARG:HG3 2.17 0.44
2:H:4004:ASP:HB2 2:H:4005:PRO:HD3 2.00 0.44
1:A:5:ILE:HD11 1:A:63:GLY:HA2 1.99 0.44
2:B:1393:GLY:0O 2:B:1396:VAL:HG22 2.17 0.44
2:B:1965:1LE:O 2:B:1969:GLN:HG3 2.18 0.44
2:B:2913:1ILE:HD11 2:B:2994:ALA:HB2 1.99 0.44
2:D:590:LYS:CE 2:D:1477:SER:HB2 2.46 0.44
2:D:1393:GLY:O 2:D:1396:VAL:HG22 2.17 0.44
2:D:1845:TYR:HB2 2:D:1866:PHE:CE2 2.53 0.44
2:F:184:LEU:O 2:F:184:LEU:HD23 2.16 0.44
2:F:828:LYS:HG2 2:F:829:ARG:N 2.31 0.44
2:F:1845: TYR:HB2 2:F:1866:PHE:CE2 2.53 0.44
2:F:2367:LEU:HD11 2:F:2378:PHE:HZ 1.82 0.44
2:H:20:GLU:HG2 2:H:69:VAL:HG22 1.98 0.44
2:H:988:GLU:HA 2:H:1022: TYR:CD2 2.51 0.44
2:H:3128:VAL:O 2:H:3128:VAL:HG12 2.18 0.44
2:H:3184:ILE:O 2:H:3258:ARG:NH2 2.51 0.44
2:H:3223:LYS:NZ 2:H:3252:GLU:OE1 2.29 0.44
2:B:1966:ARG:O 2:B:1970:GLU:HG3 2.18 0.44
2:B:1997:.LEU:HD21 2:B:3510:LEU:CB 2.48 0.44
2:B:2367:LEU:HD11 2:B:2378:PHE:HZ 1.82 0.44
2:B:2819:LEU:HD21 2:B:2869:PHE:CZ 2.50 0.44
2:B:3184:ILE:O 2:B:3258:ARG:NH2 2.51 0.44
2:B:3488:PRO:HB2 2:B:3490: TYR:CE2 2.53 0.44
2:B:4004:ASP:HB2 2:B:4005:PRO:HD3 2.00 0.44
2:D:661:TYR:CE1 2:D:743:SER:HB3 2.53 0.44
2:D:882:MET:HE2 2:D:886:GLU:OE2 2.17 0.44
2:D:1965:1LE:O 2:D:1969:GLN:HG3 2.18 0.44
2:D:2536:THR:HG23 | 2:D:2567:ILE:HG23 1.99 0.44
2:D:3184:ILE:O 2:D:3258:ARG:NH2 2.51 0.44
2:D:3372:LEU:HD23 | 2:D:3447:ILE:HG21 2.00 0.44
2:D:3735:ASN:ND2 2:D:3738:PHE:HB2 2.33 0.44
2:D:4491:LEU:O 2:D:4495:LYS:HG3 2.18 0.44
1:E:5:ILE:HD11 1:E:63:GLY:HA2 1.99 0.44
2:F:661:TYR:OH 2:F:663:GLU:OE2 2.24 0.44
2:F:788:ARG:HA 2:F:1521:TRP:O 2.17 0.44
2:F:977:PRO:N 2:F:978:PRO:HD2 2.33 0.44
2:F:2936: THR:O 2:F:2940:MET:HG2 2.18 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:F:3184:ILE:O 2:F:3258:ARG:NH2 2.51 0.44
2:F:3372:LEU:HD23 | 2:F:3447:ILE:HG21 2.00 0.44
2:H:661:TYR:CE1 2:H:743:SER:HB3 2.53 0.44
2:H:890: THR:N 2:H:900:ARG:O 2.41 0.44
2:H:895:ARG:N 2:H:903:PRO:HD3 2.33 0.44
2:H:1997:LEU:HD21 2:H:3510:LEU:CB 2.48 0.44
2:H:2865:VAL:HG13 | 2:H:2869:PHE:HE2 1.83 0.44
2:H:3326: THR:O 2:H:3326: THR:0G1 2.35 0.44
2:H:3547:LEU:O 2:H:3550:ILE:HG22 2.18 0.44
2:H:3657:VAL:O 2:H:3661:MET:HG3 2.18 0.44
2:B:626:ARG:HD3 2:B:628:ASN:OD1 2.18 0.44
2:B:1095: THR:HG22 | 2:B:1197:GLN:OE1 2.17 0.44
2:B:1140:ARG:NH2 2:B:1166:GLU:OE1 2.51 0.44
2:B:3128:VAL:O 2:B:3128:VAL:HG12 2.18 0.44
2:B:3379:ASP:N 2:B:3379:ASP:0OD1 2.50 0.44
2:D:1009:GLN:HG3 2:D:1011:LEU:H 1.82 0.44
2:D:1140:ARG:NH2 | 2:D:1166:GLU:OE1 2.51 0.44
2:D:1997:LEU:HD21 2:D:3510:LEU:CB 2.48 0.44
2:D:2969:LEU:HD11 | 2:D:3041:TYR:CD2 2.52 0.44
2:D:3608: THR:O 2:D:3612:GLN:HG3 2.16 0.44
2:D:4004:ASP:HB2 2:D:4005:PRO:HD3 2.00 0.44
2:F:882:MET:HE2 2:F:886:GLU:OE2 2.17 0.44
2:F:895:ARG:N 2:F:903:PRO:HD3 2.33 0.44
2:F:941:ASN:HB2 2:F:1048:GLY:HA3 2.00 0.44
2:F:1330:TYR:CE1 2:F:1413:CYS:HB2 2.52 0.44
2:F:2327:LEU:HD11 2:F:2366:PHE:CD2 2.53 0.44
2:H:418:PHE:O 2:H:422:VAL:HG12 2.18 0.44
2:H:1330: TYR:CE1 2:H:1413:CYS:HB2 2.52 0.44
2:H:1578:TYR:HE1 2:H:1682: GLN:O 1.99 0.44
2:H:2936: THR:O 2:H:2940:-MET:HG2 2.18 0.44
2:H:3454:LEU:O 2:H:3457:VAL:HG22 2.17 0.44
2:H:4079:ASP:OD1 2:H:4498:LYS:NZ 2.46 0.44
2:H:4491:LEU:O 2:H:4495:LYS:HG3 2.18 0.44
2:B:626:ARG:HD2 2:B:629:LEU:HD12 2.00 0.44
2:B:895:ARG:N 2:B:903:PRO:HD3 2.33 0.44
2:B:1093:VAL:HB 2:B:1099:MET:HE1 2.00 0.44
2:B:2865:VAL:HG13 | 2:B:2869:PHE:HE2 1.83 0.44
2:B:2943:GLY:O 2:B:2948:LYS:HE3 2.17 0.44
2:B:3403:LEU:HB2 2:B:3441:.1LE:HG23 2.00 0.44
2:B:3714:LEU:HD23 2:B:3792:LYS:CB 2.47 0.44
2:D:297:-LEU:HD12 2:D:385:LEU:CD1 2.44 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:D:788:ARG:HA 2:D:1521:TRP:O 2.17 0.44
2:D:859:VAL:HG11 2:D:928:LYS:O 2.18 0.44
2:D:3826:ASP:0OD1 2:D:3826:ASP:N 2.49 0.44
2:F:661:TYR:CE1 2:F:743:SER:HB3 2.53 0.44
2:F:1002:GLY:O 2:F:1014:LYS:HB3 2.17 0.44
2:F:3165:GLU:O 2:F:3169:VAL:HG12 2.17 0.44
2:F:3190:MET:HB3 2:F:3262:ALA:HB1 1.98 0.44
2:F:3246:GLU:O 2:F:3249:ILE:HG13 2.17 0.44
2:F:3249:1LE:HD12 2:F:3250:LEU:N 2.33 0.44
2:F:3657:VAL:O 2:F:3661:MET:HG3 2.18 0.44
2:F:3735:ASN:ND2 2:F:3738:PHE:HB2 2.33 0.44
2:H:273: TRP:O 2:H:276:SER:OG 2.32 0.44
2:H:1002:GLY:O 2:H:1014:LYS:HB3 2.17 0.44
2:H:1838:GLN:HE21 | 2:H:3497:ILE:HG13 1.82 0.44
2:H:1997:LEU:HD21 | 2:H:3510:LEU:HB2 2.00 0.44
2:H:2913:ILE:HD11 2:H:2994:ALA:HB2 1.99 0.44
2:H:4498:LYS:O 2:H:4502: ARG:HG2 2.16 0.44
2:B:418:PHE:O 2:B:422:VAL:HG12 2.18 0.44
2:B:590:LYS:CE 2:B:1477:SER:HB2 2.46 0.44
2:B:1845: TYR:HB2 2:B:1866:PHE:CE2 2.53 0.44
2:B:2894:GLU:O 2:B:2898:VAL:HG23 2.18 0.44
2:B:3657:VAL:O 2:B:3661:MET:HG3 2.18 0.44
2:D:977:PRO:N 2:D:978:PRO:HD2 2.33 0.44
2:D:987:ALA:HA 2:D:1037:LEU:HD12 2.00 0.44
2:D:3706:GLU:O 2:D:3710:ARG:HG3 2.17 0.44
2:D:4413:1LE:HG23 2:D:4466:LEU:CD1 2.48 0.44
2:F:885:ILE:HG21 2:F:957:-TYR:CA 2.32 0.44
2:F:987:ALA:HA 2:F:1037:LEU:HD12 2.00 0.44
2:F:1997:LEU:HD21 | 2:F:3510:LEU:HB2 2.00 0.44
2:F:2865:VAL:HG13 | 2:F:2869:PHE:HE2 1.83 0.44
2:F:3436:ASN:OD1 2:F:3439:LYS:HG3 2.17 0.44
2:F:4636:LEU:HD21 | 2:H:4672:LEU:HD11 2.00 0.44
2:H:788:ARG:HA 2:H:1521:TRP:O 2.17 0.44
2:H:977:PRO:N 2:H:978:PRO:HD2 2.33 0.44
2:H:1009:GLN:HG3 2:H:1011:LEU:H 1.82 0.44
2:H:1965:ILE:O 2:H:1969:GLN:HG3 2.18 0.44
2:H:1966:ARG:O 2:H:1970:GLU:HG3 2.18 0.44
2:H:2327:LEU:HD11 | 2:H:2366:PHE:CD2 2.53 0.44
2:H:3165:GLU:O 2:H:3169:VAL:HG12 2.17 0.44
2:H:3436:ASN:OD1 2:H:3439:LYS:HG3 2.17 0.44
2:H:3488:PRO:HB2 2:H:3490: TYR:CE2 2.53 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:123:LEU:O 2:B:135:PHE:HB3 2.17 0.43
2:B:228:HIS:HB2 2:B:251:TYR:CE1 2.53 0.43
2:B:1151:MET:HE3 | 2:B:1162:THR:CG2 2.47 0.43
2:B:3547:LEU:O 2:B:3550:1ILE:HG22 2.18 0.43
2:D:907:GLU:HG2 2:D:963:TYR:CD1 2.53 0.43
2:D:1997:LEU:HD21 | 2:D:3510:LEU:HB2 2.00 0.43
2:D:2327:LEU:HD11 | 2:D:2366:PHE:CD2 2.53 0.43
2:D:3249:ILE:HD12 2:D:3250:LEU:N 2.33 0.43
2:D:3547:LEU:O 2:D:3550:1LE:HG22 2.18 0.43
2:F:343:VAL:HG13 2:F:344:PRO:HD2 1.99 0.43
2:F:859:VAL:HG11 2:F:928:LYS:O 2.18 0.43
2:F:3825:TRP:O 2:F:3829:VAL:HG23 2.17 0.43
2:F:4684:PHE:CB 2:F:4735:ARG:HH21 2.29 0.43
2:H:422:VAL:HG23 2:H:491:ARG:CG 2.44 0.43
2:H:626:ARG:HD3 2:H:628:ASN:OD1 2.18 0.43
2:H:859:VAL:HG11 2:H:928:LYS:O 2.18 0.43
2:H:2292:ASP:O 2:H:2296:ARG:HG3 2.18 0.43
2:H:3735:ASN:ND2 2:H:3738:PHE:HB2 2.33 0.43
2:H:4413:ILE:HG23 2:H:4466:LEU:CD1 2.48 0.43
2:B:906:VAL:HG22 2:B:910:LYS:HB2 2.00 0.43
2:B:987:ALA:HA 2:B:1037:LEU:HD12 2.00 0.43
2:B:1093:VAL:HG23 2:B:1093:VAL:O 2.18 0.43
2:B:4817.LEU:HD12 2:B:4817:LEU:HA 1.76 0.43
2:D:626:ARG:HD2 2:D:629:LEU:HD12 2.00 0.43
2:D:2936: THR:O 2:D:2940:-MET:HG2 2.18 0.43
2:D:3942:TYR:CE1 | 2:D:3950:LEU:HD11 2.53 0.43
1:E:85:ALA:O 1:E:94:PRO:HB3 2.19 0.43
2:F:1248:PRO:HD2 2:F:1251:HIS:HB2 1.99 0.43
2:F:3385:LEU:HD22 | 2:F:3403:LEU:CD2 2.41 0.43
2:F:3488:PRO:HB2 2:F:3490: TYR:CE2 2.53 0.43
2:F:4413:ILE:HG23 2:F:4466:LEU:CD1 2.48 0.43
2:H:941:ASN:HB2 2:H:1048:GLY:HA3 2.00 0.43
2:H:2248:ILE:CG1 2:H:2284:MET:-HE2 2.46 0.43
2:H:2894:GLU:O 2:H:2898:VAL:HG23 2.18 0.43
2:H:3403:LEU:HB2 2:H:3441:1LE:HG23 2.00 0.43
2:B:72:GLN:HE21 2:B:74:LEU:HD13 1.82 0.43
2:B:895:ARG:HA 2:B:901:GLN:C 2.44 0.43
2:B:3260:LEU:O 2:B:3264:TYR:HB2 2.18 0.43
2:B:3372:LEU:HD23 | 2:B:3447:ILE:HG21 2.00 0.43
2:B:3810:GLY:N 2:B:3811:PRO:HA 2.34 0.43
2:D:418:PHE:O 2:D:422:VAL:HG12 2.18 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:1083:ARG:HG2 2:D:1185:ASN:O 2.18 0.43
2:D:4491:LEU:HG 2:D:4495:LYS:HE2 1.99 0.43
2:F:626:ARG:HD3 2:F:628:ASN:OD1 2.18 0.43
2:F:895:ARG:HA 2:F:901:GLN:C 2.44 0.43
2:F:2500:MET:HB3 2:F:2501:PRO:HD3 1.99 0.43
2:F:2822:ILE:CD1 2:F:2865:VAL:HG22 2.40 0.43
2:F:2913:ILE:HD11 2:F:2994:ALA:HB2 1.99 0.43
2:F:4456:GLN:HG3 2:F:4456:GLN:O 2.17 0.43
2:F:4656:GLY:O 2:F:4660: VAL:HG23 2.18 0.43
2:H:895:ARG:HA 2:H:901:GLN:C 2.44 0.43
2:H:987:ALA:HA 2:H:1037:LEU:HD12 2.00 0.43
2:H:2367:LEU:HD11 2:H:2378:PHE:HZ 1.82 0.43
2:H:3094: THR:HG22 | 2:H:3096:GLU:HG2 2.00 0.43
2:H:3372:LEU:HD23 | 2:H:3447:ILE:HG21 2.00 0.43
2:H:3899:LYS:HB2 2:H:3899:LYS:HE3 1.78 0.43
2:H:4085:GLN:O 2:H:4089:GLN:HG3 2.19 0.43
2:H:4656:GLY:O 2:H:4660:VAL:HG23 2.18 0.43
2:H:4684:PHE:CB 2:H:4735:ARG:HH21 2.29 0.43
2:B:859:VAL:HG11 2:B:928:LYS:0O 2.18 0.43
2:B:3082: THR:O 2:B:3086:ARG:HG3 2.19 0.43
2:B:3339:GLN:HA 2:B:3342:GLU:HG2 2.00 0.43
2:B:3390: TYR:HH 2:B:3445:GLN:HE21 1.60 0.43
2:B:4413:1LE:HG23 2:B:4466:LEU:CD1 2.48 0.43
2:B:4548:.1LE:HA 2:B:4560:1LE:HG21 1.99 0.43
2:B:4672:LEU:HD11 | 2:H:4636:LEU:HD21 2.00 0.43
2:B:4751:LEU:HD23 2:B:4751:LEU:HA 1.85 0.43
1:C:85:ALA:O 1:C:94:PRO:HB3 2.19 0.43
2:D:228:HIS:HB2 2:D:251:TYR:CE1 2.53 0.43
2:D:895:ARG:N 2:D:903:PRO:HD3 2.33 0.43
2:D:2065:MET:O 2:D:2069:VAL:HG23 2.18 0.43
2:D:3260:LEU:O 2:D:3264: TYR:HB2 2.18 0.43
2:D:3488:PRO:HB2 2:D:3490: TYR:CE2 2.53 0.43
2:D:4817:LEU:HD12 2:D:4817:LEU:HA 1.76 0.43
2:F:1838:GLN:HE21 | 2:F:3497:ILE:HG13 1.82 0.43
2:F:3547:LEU:O 2:F:3550:ILE:HG22 2.18 0.43
2:F:3810:GLY:N 2:F:3811:PRO:HA 2.34 0.43
2:H:228:HIS:HB2 2:H:251:TYR:CE1 2.53 0.43
2:H:1140:ARG:NH2 2:H:1166:GLU:OFE1 2.51 0.43
2:H:1366: THR:HG21 | 2:H:1383:LYS:HE3 2.00 0.43
2:H:2065:MET:O 2:H:2069:VAL:HG23 2.18 0.43
2:H:2536: THR:HG23 | 2:H:2567:ILE:HG23 1.99 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

2:H:3825: TRP:O 2:H:3829:VAL:HG23 2.17 0.43
2:H:4068:GLU:O 2:H:4072:LEU:HG 2.19 0.43
2:B:411:1ILE:HD13 2:B:479:GLU:CG 2.45 0.43
2:B:2536: THR:HG23 | 2:B:2567:ILE:HG23 1.99 0.43
2:B:2936:THR:O 2:B:2940:MET:HG2 2.18 0.43
2:B:3825: TRP:0O 2:B:3829:VAL:HG23 2.17 0.43
2:D:666:1ILE:CG2 2:D:669:VAL:HG23 2.49 0.43
2:D:1981:MET:HE2 | 2:D:1981:MET:HB3 1.95 0.43
2:D:2500:MET:HB3 | 2:D:2501:PRO:HD3 1.99 0.43
2:D:3082: THR:O 2:D:3086:ARG:HG3 2.19 0.43
2:D:3810:GLY:N 2:D:3811:PRO:HA 2.34 0.43
2:D:4656:GLY:O 2:D:4660:VAL:HG23 2.18 0.43
2:F:906:VAL:HG22 2:F:910:LYS:HB2 2.00 0.43
2:F:1140:ARG:NH2 2:F:1166:GLU:OE1 2.51 0.43
2:F:4068:GLU:O 2:F:4072:LEU:HG 2.19 0.43
2:F:4085:GLN:O 2:F:4089:GLN:HG3 2.19 0.43
2:F:4548:ILE:HA 2:F:4560:ILE:HG21 1.99 0.43
2:H:907:GLU:HG2 2:H:963: TYR:CD1 2.53 0.43
2:H:1845: TYR:HB2 2:H:1866:PHE:CE2 2.53 0.43
2:H:2500:MET:HB3 | 2:H:2501:PRO:HD3 1.99 0.43
2:H:4409:VAL:O 2:H:4413:ILE:HG13 2.17 0.43
2:B:907:GLU:HG2 2:B:963: TYR:CD1 2.53 0.43
2:B:2292:ASP:O 2:B:2296:ARG:HG3 2.18 0.43
2:B:3551:1LE:HG12 2:B:3578: MET:HE1 2.01 0.43
2:B:3714:LEU:HD23 2:B:3792:LYS:HB2 2.01 0.43
2:D:190:ASN:HD21 2:D:192:GLN:HG3 1.84 0.43
2:D:861:LEU:HD12 2:D:862:PRO:CD 2.46 0.43
2:D:895:ARG:HA 2:D:901:GLN:C 2.44 0.43
2:D:906:VAL:HG22 2:D:910:LYS:HB2 2.00 0.43
2:D:2865:VAL:HG13 | 2:D:2869:PHE:HE2 1.83 0.43
2:D:2894:GLU:O 2:D:2898:VAL:HG23 2.18 0.43
2:D:2913:ILE:HD11 2:D:2994:ALA:HB2 1.99 0.43
2:F:666:ILE:CG2 2:F:669:VAL:HG23 2.49 0.43
2:F:1001:GLN:O 2:F:1014:LYS:NZ 2.45 0.43
2:F:1669: THR:HA 2:F:1670:PRO:HD3 1.85 0.43
2:F:1997:LEU:HD21 2:F:3510:LEU:CB 2.48 0.43
2:F:2894:GLU:O 2:F:2898:VAL:HG23 2.18 0.43
2:F:2933:THR:O 2:F:2933: THR:HG22 2.19 0.43
1:G:5:ILE:HD11 1:G:63:GLY:HA2 1.99 0.43
2:H:343:VAL:HG13 2:H:344:PRO:HD2 1.99 0.43
2:H:662:PHE:CE1 2:H:744:CYS:HB2 2.54 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

2:H:2279:MET:0O 2:H:2283:ILE:HG13 2.19 0.43
2:H:2933: THR:O 2:H:2933: THR:HG22 2.19 0.43
2:H:3339:GLN:HA 2:H:3342:GLU:HG2 2.00 0.43
2:H:3714:LEU:HD23 2:H:3792:LYS:HB2 2.01 0.43
2:H:4491:LEU:HG 2:H:4495:LYS:HE2 1.99 0.43
2:B:434:LEU:HD22 2:B:434:LEU:H 1.84 0.43
2:B:4068:GLU:O 2:B:4072:LEU:HG 2.19 0.43
2:D:935:CYS:HB3 2:D:1051:ILE:HG22 2.01 0.43
2:D:2321:LEU:HD23 2:D:2321:LEU:HA 1.91 0.43
2:D:3128:VAL:O 2:D:3128:VAL:HG12 2.18 0.43
2:D:3403:LEU:HB2 2:D:3441:1LE:HG23 2.00 0.43
2:D:3527:-MET:HE3 2:D:3614:ARG:HE 1.84 0.43
2:D:4456:GLN:HG3 2:D:4456:GLN:O 2.17 0.43
2:F:418:PHE:O 2:F:422:VAL:HG12 2.18 0.43
2:F:1093:VAL:HB 2:F:1099:MET:HE1 2.00 0.43
2:F:1585:ASP:0OD1 2:F:1588:GLN:NE2 2.52 0.43
2:F:2065:-MET:O 2:F:2069: VAL:HG23 2.18 0.43
2:F:2279:-MET:O 2:F:2283:ILE:HG13 2.19 0.43
2:F:2292:ASP:O 2:F:2296:ARG:HG3 2.18 0.43
2:F:3068: THR:OG1 | 2:F:3069:LEU:HD12 2.19 0.43
2:F:3210:LYS:O 2:F:3210:LYS:HD3 2.19 0.43
2:H:53: THR:HB 2:H:271:1LE:CD1 2.49 0.43
2:H:626:ARG:HD?2 2:H:629:LEU:HD12 2.00 0.43
2:H:906:VAL:HG22 2:H:910:LYS:HB2 2.00 0.43
2:H:1151:MET:HE3 | 2:H:1162:THR:CG2 2.47 0.43
2:H:2319:ARG:HD3 | 2:H:2371:TYR:CE1 2.52 0.43
2:H:3068: THR:OG1 | 2:H:3069:LEU:HD12 2.19 0.43
2:H:3175:LEU:HD11 | 2:H:3213:PHE:CE2 2.54 0.43
2:B:877:HIS:CE1 2:B:911:LEU:HD13 2.54 0.43
2:B:924:THR:O 2:B:928:LYS:HG3 2.19 0.43
2:D:877:HIS:CE1 2:D:911:LEU:HD13 2.54 0.43
2:D:1332:ILE:HG21 | 2:D:1345:VAL:HG21 2.01 0.43
2:D:3028:LEU:HD12 | 2:D:3053:LEU:CD1 2.49 0.43
2:D:3635:MET:HE1 | 2:D:3716:ASN:ND2 2.34 0.43
2:D:4700:ASP:OD1 2:D:4701:MET:N 2.52 0.43
2:F:662:PHE:CE1 2:F:744:CYS:HB2 2.54 0.43
2:F:907:GLU:HG2 2:F:963:TYR:CD1 2.53 0.43
2:F:2319:ARG:HD3 2:F:2371:TYR:CE1 2.52 0.43
2:F:2536: THR:HG23 | 2:F:2567:ILE:HG23 1.99 0.43
2:F:3175:LEU:HD11 2:F:3213:PHE:CE2 2.54 0.43
2:H:661: TYR:OH 2:H:663:GLU:OE2 2.24 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:H:666:1LE:CG2 2:H:669:VAL:HG23 2.49 0.43
2:H:828:LYS:HG2 2:H:829:ARG:N 2.31 0.43
2:H:3028:LEU:HD12 | 2:H:3053:LEU:CD1 2.49 0.43
2:H:3097:GLU:O 2:H:3100:PRO:HD3 2.19 0.43
2:H:3810:GLY:N 2:H:3811:PRO:HA 2.34 0.43
2:H:3898:LEU:CD1 2:H:4006:ALA:HB2 2.45 0.43
2:B:666:1ILE:CG2 2:B:669:VAL:HG23 2.49 0.43
2:B:1001:GLN:O 2:B:1014:LYS:NZ 2.45 0.43
2:B:1470:LEU:O 2:B:1474:.1LE:HG13 2.19 0.43
2:B:1692:LYS:HD3 2:B:1737:VAL:HG12 2.01 0.43
2:B:2933: THR:O 2:B:2933: THR:HG22 2.19 0.43
2:B:3942:TYR:CE1 | 2:B:3950:LEU:HD11 2.53 0.43
2:D:872:LEU:HD22 2:D:1044:PHE:CZ 2.54 0.43
2:D:1125:GLY:O 2:D:1141: THR:HA 2.19 0.43
2:D:2933: THR:HG22 2:D:2933:THR:O 2.19 0.43
2:D:3140:LEU:HD11 | 2:D:3170:ILE:HG13 2.01 0.43
2:D:4508:GLY:HA3 2:D:4512: THR:HB 2.01 0.43
2:F:924: THR:O 2:F:928:LYS:HG3 2.19 0.43
2:F:1692:LYS:HD3 2:F:1737:-VAL:HG12 2.01 0.43
2:F:3260:LEU:O 2:F:3264: TYR:HB2 2.18 0.43
2:F:4508:GLY:HA3 2:F:4512: THR:HB 2.01 0.43
2:H:434:LEU:HD22 2:H:434:LEU:H 1.84 0.43
2:H:3077:VAL:HA 2:H:3080: THR:CG2 2.40 0.43
2:H:3210:LYS:O 2:H:3210:LYS:HD3 2.19 0.43
2:H:3379:ASP:0OD1 2:H:3379:ASP:N 2.50 0.43
2:H:3551:ILE:HG12 2:H:3578:MET:HE1 2.01 0.43
2:H:3601:LYS:O 2:H:3605:LYS:HG3 2.19 0.43
2:H:4817:LEU:HA 2:H:4817:LEU:HD12 1.76 0.43
2:B:872:LEU:HD22 2:B:1044:PHE:CZ 2.54 0.43
2:B:3097:GLU:O 2:B:3100:PRO:HD3 2.19 0.43
2:D:662:PHE:CE1 2:D:744:CYS:HB2 2.54 0.43
2:D:1093:VAL:HB 2:D:1099:MET:HE1 2.00 0.43
2:D:1585:ASP:0OD1 2:D:1588:GLN:NE2 2.52 0.43
2:D:2292:ASP:O 2:D:2296:ARG:HG3 2.18 0.43
2:D:3068: THR:0G1 | 2:D:3069:LEU:HD12 2.19 0.43
2:D:3210:LYS:O 2:D:3210:LYS:HD3 2.19 0.43
2:D:4636:LEU:HD21 | 2:F:4672:LEU:HD11 2.00 0.43
2:F:53:THR:HB 2:F:271:ILE:CD1 2.49 0.43
2:F:1125:GLY:O 2:F:1141: THR:HA 2.19 0.43
2:F:1366: THR:HG21 2:F:1383:LYS:HE3 2.00 0.43
2:F:1470:LEU:O 2:F:1474:ILE:HG13 2.19 0.43
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:F:3082: THR:O 2:F:3086:ARG:HG3 2.19 0.43
1:G:85:ALA:O 1:G:94:PRO:HB3 2.19 0.43
2:H:877:HIS:CE1 2:H:911:LEU:HD13 2.54 0.43
2:H:1470:LEU:O 2:H:1474:ILE:HG13 2.19 0.43
2:B:190:ASN:HD21 2:B:192:GLN:HG3 1.84 0.42
2:B:1292.MET:HE3 | 2:B:1292:MET:HB3 1.95 0.42
2:B:1997:LEU:HD21 | 2:B:3510:LEU:HB2 2.00 0.42
2:B:2865:VAL:HG13 | 2:B:2869:PHE:CE2 2.54 0.42
2:B:3140:LEU:HD11 | 2:B:3170:ILE:HG13 2.01 0.42
2:B:3249:1LE:HD12 2:B:3250:LEU:N 2.33 0.42
2:D:53: THR:HB 2:D:271:1LE:CD1 2.49 0.42
2:D:1988:ARG:HG3 2:D:1995:GLU:CD 2.44 0.42
2:D:3094: THR:HG22 | 2:D:3096:GLU:HG2 2.00 0.42
2:F:3028:LEU:HD12 | 2:F:3053:LEU:CD1 2.49 0.42
2:F:3128:VAL:O 2:F:3128:VAL:HG12 2.18 0.42
2:F:3403:LEU:HB2 2:F:3441:ILE:HG23 2.00 0.42
2:F:3527:MET:HE3 2:F:3614:ARG:HE 1.84 0.42
2:F:3601:LYS:O 2:F:3605:LYS:HG3 2.19 0.42
2:F:4079:ASP:OD1 2:F:4498:LYS:NZ 2.46 0.42
2:F:4491:LEU:O 2:F:4495:LYS:HG3 2.18 0.42
2:H:1074:PHE:CE1 | 2:H:1193:LEU:HD12 2.54 0.42
2:H:3249:ILE:HD12 2:H:3250:LEU:N 2.33 0.42
2:H:3942:TYR:CE1 | 2:H:3950:LEU:HD11 2.53 0.42
2:B:251:TYR:OH 2:B:395:LEU:HD21 2.20 0.42
2:B:271:1ILE:HD12 5:B:5305:ATP:03G 2.19 0.42
2:B:3068: THR:OG1 | 2:B:3069:LEU:HD12 2.19 0.42
2:B:3175:LEU:HD11 | 2:B:3213:PHE:CE2 2.54 0.42
2:B:3601:LYS:O 2:B:3605:LYS:HG3 2.19 0.42
2:D:434:LEU:HD22 2:D:434:LEU:H 1.84 0.42
2:D:719:LEU:HB3 2:D:766:PHE:CZ 2.54 0.42
2:D:2279:MET:O 2:D:2283:1LE:HG13 2.19 0.42
2:D:2866:ASP:0OD1 2:D:2929:ILE:HG12 2.19 0.42
2:D:3424:LEU:CD1 | 2:F:1218:LEU:HD22 2.50 0.42
2:D:4068:GLU:O 2:D:4072:LEU:HG 2.19 0.42
2:F:228:HIS:HB2 2:F:251:TYR:CE1 2.53 0.42
2:F:626:ARG:HD?2 2:F:629:LEU:HD12 2.00 0.42
2:F:728:VAL:O 2:F:733:LEU:HD11 2.19 0.42
2:F:1083:ARG:HG2 2:F:1185:ASN:O 2.18 0.42
2:F:1988:ARG:HG3 2:F:1995:GLU:CD 2.44 0.42
2:F:3635:MET:HE1 2:F:3716:ASN:ND2 2.34 0.42
2:F:3849:ILE:HD11 | 2:F:3970:ARG:HH11 1.84 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:F:3942:TYR:CE1 | 2:F:3950:LEU:HD11 2.53 0.42
2:H:885:1ILE:HG12 2:H:959:MET:CE 2.38 0.42
2:H:1125:GLY:O 2:H:1141: THR:HA 2.19 0.42
2:H:1692:LYS:HD3 | 2:H:1737:VAL:HG12 2.01 0.42
2:H:2450:LEU:HB3 2:H:2464:ILE:HD13 2.01 0.42
2:H:3260:LEU:O 2:H:3264:TYR:HB2 2.18 0.42
2:B:935:CYS:HB3 2:B:1051:1LE:HG22 2.01 0.42
2:B:1366: THR:HG21 | 2:B:1383:LYS:HE3 2.00 0.42
2:B:1585:ASP:0OD1 2:B:1585:ASP:N 2.42 0.42
2:B:2021:LEU:HD13 2:B:2065:MET:SD 2.60 0.42
2:B:2065:MET:O 2:B:2069:VAL:HG23 2.18 0.42
2:B:3210:LYS:O 2:B:3210:LYS:HD3 2.19 0.42
2:B:3326: THR:O 2:B:3326: THR:0G1 2.35 0.42
2:B:3849:ILE:HD11 | 2:B:3970:ARG:HH11 1.84 0.42
2:B:4044:TRP:CZ3 | 2:B:4811:LEU:HD13 2.55 0.42
2:D:924:THR:O 2:D:928:LYS:HG3 2.19 0.42
2:D:1340:PRO:HB2 2:D:1396:VAL:CG1 2.49 0.42
2:D:2545:ASP:0O 2:D:2548:SER:OG 2.35 0.42
2:D:3551:ILE:HG12 | 2:D:3578:MET:HE1 2.01 0.42
2:D:3601:LYS:O 2:D:3605:LYS:HG3 2.19 0.42
2:D:3714:LEU:HD23 | 2:D:3792:LYS:HB2 2.01 0.42
2:F:434:LEU:HD22 2:F:434:LEU:H 1.84 0.42
2:F:764:GLY:HA?2 2:F:1370:THR:O 2.20 0.42
2:F:861:LEU:HD12 2:F:862:PRO:CD 2.46 0.42
2:F:1340:PRO:HB2 2:F:1396:VAL:CG1 2.49 0.42
2:F:1347: TRP:HB3 2:F:1443:VAL:HB 2.01 0.42
2:F:3094: THR:HG22 | 2:F:3096:GLU:HG2 2.00 0.42
2:F:3826:ASP:0OD1 2:F:3826:ASP:N 2.49 0.42
2:H:1083:ARG:HG2 2:H:1185:ASN:O 2.18 0.42
2:H:1093:VAL:HB 2:H:1099:MET:HE1 2.00 0.42
2:H:3849:ILE:HD11 | 2:H:3970:ARG:HH11 1.84 0.42
2:B:764:GLY:HA2 2:B:1370:THR:O 2.20 0.42
2:B:3028:LEU:HD12 | 2:B:3053:LEU:CD1 2.49 0.42
2:B:4656:GLY:0 2:B:4660:VAL:HG23 2.18 0.42
2:D:728:VAL:O 2:D:733:LEU:HD11 2.19 0.42
2:D:1093:VAL:O 2:D:1093:VAL:HG23 2.18 0.42
2:D:1258:ARG:NH1 2:D:1486:CYS:SG 2.93 0.42
2:D:1347:TRP:HB3 2:D:1443:VAL:HB 2.01 0.42
2:D:2037:GLU:HA 2:D:2089:MET:CE 2.50 0.42
2:D:2865:VAL:HG13 | 2:D:2869:PHE:CE2 2.54 0.42
2:D:3175:LEU:HD11 | 2:D:3213:PHE:CE2 2.54 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:D:3235:LYS:HD3 2:D:3235:LYS:HA 1.90 0.42
2:D:3339:GLN:HA 2:D:3342:GLU:HG2 2.00 0.42
2:F:271:ILE:HD12 5:F:5305:ATP:03G 2.19 0.42
2:F:1585:ASP:0OD1 2:F:1585:ASP:N 2.42 0.42
2:F:1965:1ILE:O 2:F:1969:GLN:HG3 2.18 0.42
2:F:3028:LEU:HD21 2:F:3064:PHE:CD2 2.55 0.42
2:H:251:TYR:OH 2:H:395:LEU:HD21 2.20 0.42
2:H:271:.1LE:HD12 5:H:5305:ATP:03G 2.19 0.42
2:H:2865:VAL:HG13 | 2:H:2869:PHE:CE2 2.54 0.42
2:H:3050:GLY:HA3 2:H:3130:GLU:O 2.20 0.42
2:H:3082: THR:O 2:H:3086:ARG:HG3 2.19 0.42
2:H:3140:LEU:HD11 | 2:H:3170:ILE:HG13 2.01 0.42
2:B:941:ASN:HB2 2:B:1048:GLY:HA3 2.00 0.42
2:B:1083:ARG:HG2 2:B:1185:ASN:O 2.18 0.42
2:B:1258:ARG:NH1 2:B:1486:CYS:SG 2.93 0.42
2:B:2909:VAL:O 2:B:2909:VAL:HG22 2.19 0.42
2:B:2996:LEU:HB2 2:B:2997:PRO:HD3 2.02 0.42
2:B:3063:ALA:HB1 2:B:3139:TYR:OH 2.19 0.42
2:B:3190:MET:O 2:B:3193:ILE:HG22 2.20 0.42
2:B:3635:MET:HE1 2:B:3716:ASN:ND2 2.34 0.42
2:D:885:ILE:CG2 2:D:957:TYR:HA 2.32 0.42
2:D:1074:PHE:CE1 | 2:D:1193:LEU:HD12 2.54 0.42
2:D:1692:LYS:HD3 | 2:D:1737:VAL:HG12 2.01 0.42
2:D:2437:THR:HG22 | 2:D:2479:MET:SD 2.60 0.42
2:D:3063:ALA:HB1 2:D:3139:TYR:OH 2.19 0.42
2:D:4548:ILE:HA 2:D:4560:1LE:HG21 1.99 0.42
2:F:935:CYS:HB3 2:F:1051:ILE:HG22 2.01 0.42
2:F:1093:VAL:HG23 2:F:1093:VAL:O 2.18 0.42
2:F:1206:ASP:O 2:F:1209:THR:0G1 2.29 0.42
2:F:3190:-MET:O 2:F:3193:ILE:HG22 2.20 0.42
2:F:3910:LEU:HD12 | 2:F:3942:TYR:HE2 1.84 0.42
2:F:4044: TRP:CZ3 2:F:4811:LEU:HD13 2.55 0.42
2:H:190:ASN:HD21 2:H:192:GLN:HG3 1.84 0.42
2:H:998:ARG:HB2 | 2:H:1019:LEU:HD21 2.02 0.42
2:H:1044:PHE:HD1 2:H:1044:PHE:HA 1.78 0.42
2:H:1258:ARG:NH1 2:H:1486:CYS:SG 2.93 0.42
2:H:2021:LEU:HD13 2:H:2065:-MET:SD 2.60 0.42
2:H:2065:-MET:HE3 | 2:H:2065:-MET:HB3 1.81 0.42
2:H:2346:ILE:HG22 | 2:H:2348:GLU:HG3 2.02 0.42
2:H:2498:CYS:C 2:H:2501:PRO:HD2 2.45 0.42
2:H:2909:VAL:HG22 2:H:2909:VAL:O 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:4044: TRP:CZ3 | 2:H:4811:LEU:HD13 2.55 0.42
2:B:1332:1LE:HG21 | 2:B:1345:VAL:HG21 2.01 0.42
2:B:1692:LYS:HB2 2:B:1738:PHE:HE1 1.84 0.42
2:B:1981:MET:HE2 | 2:B:1981:MET:HB3 1.95 0.42
2:B:2487:LEU:O 2:B:2491:VAL:HG23 2.20 0.42
2:B:3424:.LEU:CD1 | 2:D:1218:LEU:HD22 2.50 0.42
2:B:4468:ALA:O 2:B:4472:.1LE:HG13 2.20 0.42
2:B:4789:TYR:CZ 2:B:4852:LYS:HG2 2.55 0.42
2:D:1470:LEU:O 2:D:1474:.1LE:HG13 2.19 0.42
2:F:719:LEU:HB3 2:F:766:PHE:CZ 2.54 0.42
2:F:872:LEU:HD22 2:F:1044:PHE:CZ 2.54 0.42
2:F:877:HIS:CE1 2:F:911:LEU:HD13 2.54 0.42
2:F:1258:ARG:NH1 2:F:1486:CYS:SG 2.93 0.42
2:F:3140:LEU:HD11 | 2:F:3170:ILE:HG13 2.01 0.42
2:F:3339:GLN:HA 2:F:3342:GLU:HG2 2.00 0.42
2:F:3437:ALA:O 2:F:3441:ILE:HG13 2.20 0.42
2:H:589:ASP:HB2 2:H:629:LEU:HD21 2.01 0.42
2:H:3028:LEU:HD21 | 2:H:3064:PHE:CD2 2.55 0.42
2:B:2279:MET:O 2:B:2283:ILE:HG13 2.19 0.42
2:B:3050:GLY:HA3 2:B:3130:GLU:O 2.20 0.42
2:B:3206:PRO:HA 2:B:3270:TYR:OH 2.20 0.42
2:B:3527:-MET:HE3 2:B:3614:ARG:HE 1.84 0.42
2:B:3776:TYR:OH 2:B:3783:ASP:0OD1 2.19 0.42
2:B:4636:LEU:HD21 | 2:D:4672:LEU:HD11 2.00 0.42
2:D:589:ASP:HB2 2:D:629:LEU:HD21 2.01 0.42
2:F:1631:ILE:HD12 | 2:F:1827:VAL:HG21 2.02 0.42
2:F:3424:LEU:CD1 | 2:H:1218:LEU:HD22 2.50 0.42
2:F:3527:MET:CG | 2:F:3618:ARG:HH12 2.24 0.42
2:F:3551:ILE:HG12 2:F:3578:MET:HE1 2.01 0.42
2:F:3714:LEU:HD23 2:F:3792:LYS:HB2 2.01 0.42
2:F:4700:ASP:0OD1 2:F:4701:MET:N 2.52 0.42
2:H:151:THR:OG1 2:H:174:VAL:HB 2.20 0.42
2:H:728:VAL:O 2:H:733:LEU:HD11 2.19 0.42
2:H:1093:VAL:HG23 2:H:1093:VAL:O 2.18 0.42
2:H:3717:ASP:OD1 2:H:3717:ASP:N 2.46 0.42
2:H:3910:LEU:HD12 | 2:H:3942:TYR:HE2 1.84 0.42
1:A:85:ALA:O 1:A:94:PRO:HB3 2.19 0.42
2:B:53: THR:HB 2:B:271:ILE:CD1 2.49 0.42
2:B:662:PHE:CE1 2:B:744:CYS:HB2 2.54 0.42
2:B:665:1LE:HD13 2:B:741:VAL:HG13 2.02 0.42
2:B:1074:PHE:CE1 | 2:B:1193:LEU:HD12 2.54 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:B:1125:GLY:0O 2:B:1141: THR:HA 2.19 0.42
2:B:3437:ALA:O 2:B:3441:1LE:HG13 2.20 0.42
2:B:3910:LEU:HD12 | 2:B:3942: TYR:HE2 1.84 0.42
2:B:4413:1LE:HG23 | 2:B:4466:LEU:HD11 2.02 0.42
2:D:661: TYR:OH 2:D:663:GLU:OE2 2.24 0.42
2:D:869:ARG:HG3 2:D:927:LEU:CD1 2.50 0.42
2:D:998:ARG:HB2 2:D:1019:LEU:HD21 2.02 0.42
2:D:3849:ILE:HD11 | 2:D:3970:ARG:HH11 1.84 0.42
2:D:4688:SER:HB2 2:D:4695:ASP:H 1.85 0.42
2:D:4789:TYR:CZ 2:D:4852:LYS:HG2 2.55 0.42
2:F:251:TYR:OH 2:F:395:LEU:HD21 2.20 0.42
2:F:1003:TRP:HA 2:F:1014:LYS:HB3 2.02 0.42
2:F:1692:LYS:HB2 2:F:1738:PHE:HE1 1.84 0.42
2:F:3063:ALA:HB1 2:F:3139:TYR:OH 2.19 0.42
2:F:3097:GLU:O 2:F:3100:PRO:HD3 2.19 0.42
2:H:289:1LE:HD12 7:H:5306:CL:CL 2.57 0.42
2:H:861:LEU:HD12 2:H:862:PRO:CD 2.46 0.42
2:H:4508:GLY:HA3 2:H:4512: THR:HB 2.01 0.42
2:B:1003:TRP:HA 2:B:1014:LYS:HB3 2.02 0.42
2:B:2346:1LE:HG22 2:B:2348:GLU:HG3 2.02 0.42
2:B:3028:LEU:HD21 | 2:B:3064:PHE:CD2 2.55 0.42
2:B:4700:ASP:0OD1 2:B:4701:MET:N 2.52 0.42
2:D:271:1ILE:HD12 5:D:5305:ATP:03G 2.19 0.42
2:D:422:VAL:HG23 2:D:491:ARG:CG 2.44 0.42
2:D:665:1ILE:HD13 2:D:741:VAL:HG13 2.02 0.42
2:D:2021:LEU:HD13 2:D:2065:MET:SD 2.60 0.42
2:D:2450:LEU:HB3 2:D:2464:1ILE:HD13 2.01 0.42
2:D:3028:LEU:HD21 | 2:D:3064:PHE:CD2 2.55 0.42
2:D:3136:LEU:O 2:D:3140:LEU:HG 2.20 0.42
2:D:3190:MET:O 2:D:3193:ILE:HG22 2.20 0.42
2:D:4468:ALA:O 2:D:4472:1LE:HG13 2.20 0.42
2:D:4826: THR:OG1 | 2:D:4829:GLU:HG3 2.20 0.42
2:F:1332:ILE:HG21 | 2:F:1345:VAL:HG21 2.01 0.42
2:F:2257:ASP:OD1 2:F:2257:ASP:N 2.53 0.42
2:F:4595:-MET:O 2:F:4599:ILE:HG13 2.20 0.42
2:F:4688:SER:HB2 2:F:4695:ASP:H 1.85 0.42
2:H:719:LEU:HB3 2:H:766:PHE:CZ 2.54 0.42
2:H:764:GLY:HA2 2:H:1370: THR:O 2.20 0.42
2:H:3136:LEU:O 2:H:3140:LEU:HG 2.20 0.42
2:B:589:ASP:HB2 2:B:629:LEU:HD21 2.01 0.42
2:B:719:LEU:HB3 2:B:766:PHE:CZ 2.54 0.42
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2:B:869:ARG:HG3 2:B:927:LEU:CD1 2.50 0.42
2:B:1218:LEU:HD22 | 2:H:3424:LEU:CD1 2.50 0.42
2:B:1631:ILE:HD12 | 2:B:1827:VAL:HG21 2.02 0.42
2:B:2007:SER:HB3 2:B:3495:HIS:CD2 2.55 0.42
2:D:581:ILE:HD12 2:D:618:LEU:CD1 2.50 0.42
2:D:1285:MET:HE3 | 2:D:1285:-MET:HB3 1.89 0.42
2:D:1366: THR:HG21 | 2:D:1383:LYS:HE3 2.00 0.42
2:D:2017:LEU:HD21 | 2:D:2060:MET:HE1 2.02 0.42
2:D:2498:CYS:C 2:D:2501:PRO:HD2 2.45 0.42
2:D:2909:VAL:O 2:D:2909:VAL:HG22 2.19 0.42
2:D:3097:GLU:O 2:D:3100:PRO:HD3 2.19 0.42
2:D:4079:ASP:0OD1 2:D:4498:LYS:NZ 2.46 0.42
2:F:151: THR:OG1 2:F:174:VAL:HB 2.20 0.42
2:F:589:ASP:HB2 2:F:629:LEU:HD21 2.01 0.42
2:F:1074:PHE:CE1 | 2:F:1193:LEU:HD12 2.54 0.42
2:F:4468:ALA:O 2:F:4472:ILE:HG13 2.20 0.42
2:H:872:LEU:HD22 2:H:1044:PHE:CZ 2.54 0.42
2:H:924: THR:O 2:H:928:LYS:HG3 2.19 0.42
2:H:1285:-MET:HE2 2:H:1359:PHE:CB 2.47 0.42
2:H:1585:ASP:0OD1 2:H:1588:GLN:NE2 2.52 0.42
2:H:2437:-THR:HG22 | 2:H:2479:MET:SD 2.60 0.42
2:H:3437:ALA:O 2:H:3441:ILE:HG13 2.20 0.42
2:B:1585:ASP:0OD1 2:B:1588:GLN:NE2 2.52 0.41
2:B:2257:ASP:0OD1 2:B:2257:ASP:N 2.53 0.41
2:B:2437:- THR:HG22 2:B:2479:MET:SD 2.60 0.41
2:B:3326: THR:HB 2:D:1169:ILE:HD11 2.02 0.41
2:B:4684:PHE:CB 2:B:4735:ARG:HH21 2.29 0.41
2:D:492:.LEU:HD11 2:D:516:1LE:CG2 2.50 0.41
2:D:2007:SER:HB3 2:D:3495:HIS:CD2 2.55 0.41
2:D:2346:1LE:HG22 | 2:D:2348:GLU:HG3 2.02 0.41
2:D:3050:GLY:HA3 2:D:3130:GLU:O 2.20 0.41
2:D:4085:GLN:O 2:D:4089:GLN:HG3 2.19 0.41
2:D:4758:ILE:HD12 2:F:4749:ILE:CD1 2.50 0.41
2:F:665:1LE:HD13 2:F:741:VAL:HG13 2.02 0.41
2:F:2037:GLU:HA 2:F:2089:MET:CE 2.50 0.41
2:F:2346:ILE:HG22 2:F:2348:GLU:HG3 2.02 0.41
2:F:2450:LEU:HB3 2:F:2464:1LE:HD13 2.01 0.41
2:F:2969:LEU:HD12 | 2:F:3034:LEU:HD22 2.02 0.41
2:F:3326: THR:HB 2:H:1169:ILE:HD11 2.02 0.41
2:H:665:1ILE:HD13 2:H:741:VAL:HG13 2.02 0.41
2:H:2487:LEU:O 2:H:2491:VAL:HG23 2.20 0.41
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2:H:2969:LEU:HD12 | 2:H:3034:LEU:HD22 2.02 0.41
2:H:3063:ALA:HB1 2:H:3139:TYR:OH 2.19 0.41
2:H:3635:-MET:HE1 2:H:3716:ASN:ND2 2.34 0.41
2:H:4789:TYR:CZ 2:H:4852:LYS:HG2 2.55 0.41
2:B:783:ALA:CB 2:B:1528:PRO:HA 2.50 0.41
2:B:2188:ASN:HD21 | 2:B:2191:GLU:HG3 1.86 0.41
2:B:2498:CYS:C 2:B:2501:PRO:HD2 2.45 0.41
2:B:2969:LEU:HD12 | 2:B:3034:LEU:HD22 2.02 0.41
2:B:4508:GLY:HA3 2:B:4512:THR:HB 2.01 0.41
2:D:733:LEU:HD23 2:D:733:LEU:HA 1.92 0.41
2:D:1159:MET:HB2 2:D:1178:PHE:HB2 2.02 0.41
2:F:289:ILE:HD12 7:F:5306:CL:CL 2.57 0.41
2:F:366:TYR:HA 2:F:382:LYS:O 2.21 0.41
2:F:869:ARG:HG3 2:F:927:LEU:.CD1 2.50 0.41
2:F:885:ILE:HG12 2:F:959:MET:CE 2.38 0.41
2:F:2204:PHE:CE2 2:F:2207:SER:HA 2.55 0.41
2:F:2321:LEU:HD23 2:F:2321:LEU:HA 1.91 0.41
2:F:2865:VAL:HG13 | 2:F:2869:PHE:CE2 2.54 0.41
2:F:2909:VAL:HG22 2:F:2909:VAL:O 2.19 0.41
2:F:3136:LEU:O 2:F:3140:LEU-HG 2.20 0.41
2:F:3849:ILE:HG22 2:F:3853:LYS:HE3 2.03 0.41
2:F:4675:VAL:O 2:F:4679:ASN:ND2 2.44 0.41
2:F:4826:THR:OG1 2:F:4829:GLU:HG3 2.20 0.41
2:H:109:ILE:CG2 2:H:152:1LE:HD11 2.42 0.41
2:H:1332:ILE:HG21 | 2:H:1345:VAL:HG21 2.01 0.41
2:H:3527:-MET:HE3 2:H:3614:ARG:HE 1.84 0.41
2:H:4501:ALA:HB1 | 2:H:4543:VAL:HG21 2.03 0.41
2:B:421:PHE:HA 2:B:434:LEU:HG 2.02 0.41
2:B:1988:ARG:HG3 2:B:1995:GLU:CD 2.44 0.41
2:B:2450:LEU:HB3 2:B:2464:1LE:HD13 2.01 0.41
2:B:2882:LYS:O 2:B:2882:LYS:HG3 2.20 0.41
2:B:3094:THR:HG22 | 2:B:3096:GLU:HG2 2.00 0.41
2:B:4085:GLN:O 2:B:4089:GLN:HG3 2.19 0.41
2:B:4688:SER:HB2 2:B:4695:ASP:H 1.85 0.41
2:D:396: THR:C 2:D:397:LEU:HD23 2.46 0.41
2:D:421:PHE:CZ 2:D:492:LEU:HD21 2.50 0.41
2:D:764:GLY:HA2 2:D:1370: THR:O 2.20 0.41
2:D:3370:1ILE:O 2:D:3370:1ILE:HG22 2.21 0.41
2:F:783:ALA:CB 2:F:1528:PRO:HA 2.50 0.41
2:F:889: TRP:O 2:F:959:MET:-HE1 2.21 0.41
2:F:2007:SER:HB3 2:F:3495:HIS:CD2 2.55 0.41
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2:F:2188:ASN:HD21 | 2:F:2191:GLU:HG3 1.86 0.41
2:F:2487:LEU:O 2:F:2491:VAL:HG23 2.20 0.41
2:F:2996:LEU:HB2 2:F:2997:PRO:HD3 2.02 0.41
2:F:4789:TYR:CZ 2:F:4852:LYS:HG2 2.55 0.41
2:H:869:ARG:HG3 2:H:927:LEU:CD1 2.50 0.41
2:H:1290:LEU:HD23 2:H:1290:LEU:HA 1.89 0.41
2:H:3206:PRO:HA 2:H:3270: TYR:OH 2.20 0.41
2:H:4595:-MET:0O 2:H:4599:ILE:HG13 2.20 0.41
2:H:4700:ASP:OD1 2:H:4701:MET:N 2.52 0.41
2:B:728:VAL:O 2:B:733:LEU:HD11 2.19 0.41
2:B:2204:PHE:CE2 2:B:2207:SER:HA 2.55 0.41
2:B:2212:GLU:O 2:B:2216:VAL:HG23 2.21 0.41
2:B:2545:ASP:0O 2:B:2548:SER:OG 2.35 0.41
2:B:3136:LEU:O 2:B:3140:LEU:HG 2.20 0.41
2:B:4501:ALA:HB1 | 2:B:4543:VAL:HG21 2.03 0.41
2:D:1332:ILE:HD12 2:D:1332:ILE:HA 1.97 0.41
2:D:1688:LEU:HD23 2:D:1688:LEU:HA 1.91 0.41
2:D:3849:1LE:HG22 2:D:3853:LYS:HE3 2.03 0.41
2:F:2021:LEU:HD13 2:F:2065:MET:SD 2.60 0.41
2:F:2515:TYR:OH 2:F:2532:GLU:OE1 2.29 0.41
2:F:2866:ASP:0OD1 2:F:2929:ILE:HG12 2.19 0.41
2:F:2869:PHE:HB2 2:F:2929:ILE:CG2 2.51 0.41
2:H:1088:TYR:HD2 | 2:H:1151:MET:HG2 1.85 0.41
2:H:1159:MET:HB2 2:H:1178:PHE:HB2 2.02 0.41
2:H:1347:TRP:HB3 2:H:1443:VAL:HB 2.01 0.41
2:H:2204:PHE:CE2 2:H:2207:SER:HA 2.55 0.41
2:H:2866:ASP:OD1 2:H:2929:ILE:HG12 2.19 0.41
2:H:3670:ASP:0OD2 2:H:3673:PHE:HB2 2.21 0.41
1:A:91:VAL:HG21 2:B:1672:PHE:CE1 2.56 0.41
2:B:151: THR:OG1 2:B:174:VAL:HB 2.20 0.41
2:B:289:ILE:HD12 7:B:5306:CL:CL 2.57 0.41
2:B:998:ARG:HB2 2:B:1019:LEU:HD21 2.02 0.41
2:B:1005:TYR:HA 2:B:1016:ASN:O 2.21 0.41
2:B:1347:-TRP:HB3 2:B:1443:VAL:HB 2.01 0.41
2:B:2037:GLU:HA 2:B:2089:MET:CE 2.50 0.41
2:B:3670:ASP:0OD2 2:B:3673:PHE:HB2 2.21 0.41
2:D:889: TRP:0O 2:D:959:MET:HE1 2.21 0.41
2:D:1823:VAL:O 2:D:1827:VAL:HG23 2.21 0.41
2:D:2035:GLU:O 2:D:2039:LEU:HG 2.21 0.41
2:D:3326: THR:HB 2:F:1169:1ILE:HD11 2.02 0.41
2:F:581:ILE:HD12 2:F:618:LEU:CD1 2.50 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:1005:TYR:HA 2:F:1016:ASN:O 2.21 0.41
2:F:1285:-MET:HE2 2:F:1359:PHE:CB 2.47 0.41
2:F:1878:LEU:HB2 | 2:F:3504:THR:HG21 2.03 0.41
2:F:2437: THR:HG22 2:F:2479:MET:SD 2.60 0.41
2:F:3932:PHE:O 2:F:3936:MET:HG2 2.21 0.41
2:H:421:PHE:HA 2:H:434:LEU:HG 2.02 0.41
2:H:935:CYS:HB3 2:H:1051:ILE:HG22 2.01 0.41
2:H:1688:LEU:HD23 2:H:1688:LEU:HA 1.91 0.41
2:H:2037:GLU:HA 2:H:2089:MET:CE 2.50 0.41
2:H:3190:MET:O 2:H:3193:ILE:HG22 2.20 0.41
2:H:3370:ILE:HG22 2:H:3370:ILE:O 2.21 0.41
2:B:76:VAL:O 2:B:80:GLN:HG3 2.20 0.41
2:B:396: THR:C 2:B:397:LEU:HD23 2.46 0.41
2:B:1169:1ILE:HD11 2:H:3326: THR:HB 2.02 0.41
1:C:67:-MET:HE2 1:C:104:LEU:HB2 2.03 0.41
2:D:870:ASP:O 2:D:874:GLU:HG3 2.21 0.41
2:D:891:PHE:HD1 2:D:905:LEU:HB2 1.86 0.41
2:D:1831:ASP:O 2:D:1834:VAL:HG22 2.20 0.41
2:D:2052:VAL:HG13 2:D:2056:HIS:CD2 2.56 0.41
2:D:2427:ALA:HB3 | 2:D:2428:PRO:HD3 2.03 0.41
2:D:2927:LEU:HD13 | 2:D:2998:ILE:CD1 2.51 0.41
2:D:3206:PRO:HA 2:D:3270: TYR:OH 2.20 0.41
2:D:4413:1LE:HG23 | 2:D:4466:LEU:HD11 2.02 0.41
2:F:396: THR:C 2:F:397:LEU:HD23 2.46 0.41
2:F:492:LEU:HD11 2:F:516:ILE:CG2 2.50 0.41
2:F:665:ILE:CD1 2:F:741:VAL:HG22 2.49 0.41
2:F:2498:CYS:C 2:F:2501:PRO:HD2 2.45 0.41
2:F:3050:GLY:HA3 2:F:3130:GLU:O 2.20 0.41
2:F:3370:ILE:HG22 2:F:3370:ILE:O 2.21 0.41
2:F:4501:ALA:HB1 | 2:F:4543:VAL:HG21 2.03 0.41
2:H:783:ALA:CB 2:H:1528:PRO:HA 2.50 0.41
2:H:1642:LEU:HD21 2:H:1903:LEU:HA 2.03 0.41
2:H:1988:ARG:HG3 2:H:1995:GLU:CD 2.44 0.41
2:H:2882:LYS:HG3 2:H:2882:LYS:O 2.20 0.41
2:H:4539: TRP:CD1 2:H:4539: TRP:H 2.38 0.41
2:H:4688:SER:HB2 2:H:4695:ASP:H 1.85 0.41
2:B:935:CYS:HA 2:B:1053:PRO:HA 2.03 0.41
2:B:1340:PRO:HB2 2:B:1396:VAL:CG1 2.49 0.41
2:B:3018:GLY:HA2 | 2:B:3077:VAL:HG12 2.03 0.41
2:B:3664: TYR:CE1 2:B:3668:LYS:HE3 2.56 0.41
2:B:4595:MET:O 2:B:4599:.1LE:HG13 2.20 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:D:76:VAL:O 2:D:80:GLN:HG3 2.20 0.41
2:D:151: THR:OG1 2:D:174:VAL:HB 2.20 0.41
2:D:289:ILE:HD12 7:D:5306:CL:CL 2.57 0.41
2:D:2212:GLU:O 2:D:2216:VAL:HG23 2.21 0.41
2:D:2487:LEU:O 2:D:2491:VAL:HG23 2.20 0.41
2:D:2822:ILE:CD1 2:D:2865:VAL:HG22 2.40 0.41
2:D:3133:LEU:HD12 2:D:3133:LEU:HA 1.79 0.41
2:D:3437:ALA:O 2:D:3441:1LE:HG13 2.20 0.41
2:D:3664: TYR:CE1 2:D:3668:LYS:HE3 2.56 0.41
2:D:3890:SER:O 2:D:3894:VAL:HG23 2.21 0.41
2:F:2361:ALA:HB3 2:F:2362:PRO:HD3 2.03 0.41
2:F:3787:GLN:HG2 | 2:F:3851:LEU:HD22 2.03 0.41
2:F:3890:SER:O 2:F:3894:VAL:HG23 2.21 0.41
2:F:4420: TYR:CD1 2:F:4453:PHE:HB3 2.56 0.41
1:G:67:MET:HE2 1:G:104:LEU:HB2 2.03 0.41
2:H:492:LEU:HD11 2:H:516:ILE:CG2 2.50 0.41
2:H:1003: TRP:HA 2:H:1014:LYS:HB3 2.02 0.41
2:H:1340:PRO:HB2 2:H:1396:VAL:CG1 2.49 0.41
2:H:3018:GLY:HA2 | 2:H:3077:VAL:HG12 2.03 0.41
2:H:4468:ALA:O 2:H:4472:ILE:HG13 2.20 0.41
1:A:67:-MET:HE2 1:A:104:LEU:HB2 2.03 0.41
2:B:1823:VAL:O 2:B:1827:VAL:HG23 2.21 0.41
2:B:2427:ALA:HB3 2:B:2428:PRO:HD3 2.03 0.41
2:B:2866:ASP:0OD1 2:B:2929:ILE:HG12 2.19 0.41
2:B:3890:SER:O 2:B:3894:VAL:HG23 2.21 0.41
2:B:4020:1ILE:HG23 2:B:4034:PHE:HE1 1.86 0.41
2:B:4826: THR:0G1 2:B:4829:GLU:HG3 2.20 0.41
1:C:91:VAL:HG21 2:D:1672:PHE:CE1 2.56 0.41
2:D:251:TYR:OH 2:D:395:LEU:HD21 2.20 0.41
2:D:366:TYR:HA 2:D:382:LYS:O 2.21 0.41
2:D:2188:ASN:HD21 | 2:D:2191:GLU:HG3 1.86 0.41
2:D:2361:ALA:HB3 | 2:D:2362:PRO:HD3 2.03 0.41
2:D:3932:PHE:O 2:D:3936:MET:HG2 2.21 0.41
2:D:4020:ILE:HG23 | 2:D:4034:PHE:HE1 1.86 0.41
2:D:4420:TYR:CD1 2:D:4453:PHE:HB3 2.56 0.41
2:D:4761:ALA:O 2:D:4765:LEU:HG 2.21 0.41
1:E:67:-MET:HE2 1:E:104:LEU:HB2 2.03 0.41
2:F:422:VAL:O 2:F:422:VAL:HG22 2.21 0.41
2:F:1841:GLN:HG3 2:F:1844:ARG:NH2 2.36 0.41
2:F:2882:LYS:HG3 2:F:2882:LYS:0 2.20 0.41
2:F:3206:PRO:HA 2:F:3270: TYR:OH 2.20 0.41

Continued on next page...




Page 118

Full wwPDB EM Validation Report

EMD-45117, 9C1F

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:F:4413:ILE:HG23 | 2:F:4466:LEU:HD11 2.02 0.41
2:H:666:1LE:CD1 2:H:736:LEU:HB3 2.51 0.41
2:H:2007:SER:HB3 2:H:3495:HIS:CD2 2.55 0.41
2:H:2019:ALA:O 2:H:2023:GLN:HG3 2.21 0.41
2:H:2212:GLU:O 2:H:2216:VAL:HG23 2.21 0.41
2:H:2257:ASP:OD1 2:H:2257:ASP:N 2.53 0.41
2:H:2869:PHE:HB2 2:H:2929:ILE:CG2 2.51 0.41
2:H:2996:LEU:HB2 2:H:2997:PRO:HD3 2.02 0.41
2:H:3664:TYR:CE1 2:H:3668:LYS:HE3 2.56 0.41
2:H:3787:GLN:HG2 | 2:H:3851:LEU:HD22 2.03 0.41
2:B:295.LEU:HG 2:B:303:LEU:HD11 2.03 0.41
2:B:366: TYR:HA 2:B:382:LYS:0O 2.21 0.41
2:B:492:LEU:HD11 2:B:516:ILE:CG2 2.50 0.41
2:B:581:ILE:HD12 2:B:618:LEU:CD1 2.50 0.41
2:B:859:VAL:CG2 2:B:932:ALA:HB2 2.47 0.41
2:B:870:ASP:O 2:B:874:GLU:HG3 2.21 0.41
2:B:2065:MET:HB3 | 2:B:2065:MET:HE3 1.81 0.41
2:B:2927.LEU:HD13 2:B:2998:ILE:CD1 2.51 0.41
2:B:4761:ALA:O 2:B:4765:LEU:-HG 2.21 0.41
2:D:422:VAL:HG22 2:D:422:VAL:O 2.21 0.41
2:D:935:CYS:HA 2:D:1053:PRO:HA 2.03 0.41
2:D:1003: TRP:HA 2:D:1014:LYS:HB3 2.02 0.41
2:D:1025:LEU:HD12 2:D:1026:ASP:H 1.86 0.41
2:D:1088:TYR:HD2 | 2:D:1151:MET:HG2 1.85 0.41
2:D:1631:ILE:HD12 | 2:D:1827:VAL:HG21 2.02 0.41
2:D:1878:LEU:HB2 | 2:D:3504:THR:HG21 2.03 0.41
2:D:2204:PHE:CE2 2:D:2207:SER:HA 2.55 0.41
2:D:2348:GLU:OE2 | 2:D:2405:THR:HG22 2.21 0.41
2:D:2882:LYS:HG3 2:D:2882:LYS:0 2.20 0.41
2:D:3382:LEU:HB3 | 2:D:3444:VAL:HG11 2.03 0.41
2:D:3898:LEU:CD1 2:D:4006:ALA:HB2 2.45 0.41
2:D:4595:-MET:O 2:D:4599:1LE:HG13 2.20 0.41
2:F:76:VAL:O 2:F:80:GLN:HG3 2.20 0.41
2:F:190:ASN:HD21 2:F:192:GLN:HG3 1.84 0.41
2:F:998:ARG:HB2 2:F:1019:LEU:HD21 2.02 0.41
2:F:1823:VAL:O 2:F:1827:VAL:HG23 2.21 0.41
2:F:2348:GLU:OE2 | 2:F:2405:THR:HG22 2.21 0.41
2:F:2555:ASP:O 2:F:2559:-MET:HG3 2.21 0.41
2:F:3018:GLY:HA2 | 2:F:3077:VAL:HG12 2.03 0.41
2:F:3605:LYS:NZ 2:F:3605:LYS:HB3 2.36 0.41
2:F:3670:ASP:0OD2 2:F:3673:PHE:HB2 2.21 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:H:232:GLU:CG 2:H:253:ALA:HB2 2.36 0.41
2:H:295:LEU:HG 2:H:303:LEU:HD11 2.03 0.41
2:H:422:VAL:O 2:H:422:VAL:HG22 2.21 0.41
2:H:581:ILE:HD12 2:H:618:LEU:CD1 2.50 0.41
2:H:1005: TYR:HA 2:H:1016:ASN:O 2.21 0.41
2:H:1658:ARG:HA 2:H:1658:ARG:HD3 1.96 0.41
2:H:1841:GLN:HG3 | 2:H:1844:ARG:NH2 2.36 0.41
2:H:2348:GLU:OE2 | 2:H:2405: THR:HG22 2.21 0.41
2:H:2361:ALA:HB3 2:H:2362:PRO:HD3 2.03 0.41
2:H:2427:ALA:HB3 2:H:2428:PRO:HD3 2.03 0.41
2:H:3890:SER:O 2:H:3894:VAL:HG23 2.21 0.41
2:H:3932:PHE:O 2:H:3936:MET:HG2 2.21 0.41
2:H:4761:ALA:O 2:H:4765:LEU:-HG 2.21 0.41
2:H:4826: THR:0G1 | 2:H:4829:GLU:HG3 2.20 0.41
2:B:422:VAL:HG22 2:B:422:VAL:O 2.21 0.41
2:B:895:ARG:HB3 2:B:903:PRO:CD 2.51 0.41
2:B:1159:MET:HB2 2:B:1178:PHE:HB2 2.02 0.41
2:B:2908:LEU:HD23 2:B:2908:LEU:HA 1.93 0.41
2:B:3370:ILE:O 2:B:3370:ILE:HG22 2.21 0.41
2:B:3605:LYS:HB3 2:B:3605:LYS:NZ 2.36 0.41
2:B:4420:TYR:CD1 2:B:4453:PHE:HB3 2.56 0.41
2:B:4779:LYS:HE2 2:B:4779:LYS:HB3 1.76 0.41
2:D:2245:GLN:O 2:D:2249:LYS:HG3 2.21 0.41
2:D:2257:ASP:0OD1 2:D:2257:ASP:N 2.53 0.41
2:D:4044: TRP:CZ3 | 2:D:4811:LEU:HD13 2.55 0.41
2:F:69:VAL:HG11 2:F:112:ARG:HH21 1.86 0.41
2:F:514:LYS:HE3 2:F:514:LYS:HB2 1.92 0.41
2:F:870:ASP:O 2:F:874:GLU:HG3 2.21 0.41
2:F:1088: TYR:HD2 | 2:F:1151:MET:HG2 1.85 0.41
2:F:1642:LEU:HD21 2:F:1903:LEU:HA 2.03 0.41
2:F:2427:ALA:HB3 2:F:2428:PRO:HD3 2.03 0.41
2:F:3680:LEU:HD22 2:F:3719:PHE:CZ 2.55 0.41
2:F:3951:LEU:HD23 2:F:3951:LEU:HA 1.93 0.41
2:F:4496:ARG:O 2:F:4499:GLU:HG2 2.21 0.41
2:H:366: TYR:HA 2:H:382:LYS:0O 2.21 0.41
2:H:396: THR.:C 2:H:397:LEU:HD23 2.46 0.41
2:H:733:LEU:HD23 2:H:733:LEU:HA 1.92 0.41
2:H:871:ARG:NH2 2:H:874:GLU:OE2 2.54 0.41
2:H:953:LEU:HD12 2:H:965:PRO:0O 2.21 0.41
2:H:1025:LEU:HD12 2:H:1026:ASP:H 1.86 0.41
2:H:1831:ASP:O 2:H:1834:VAL:HG22 2.20 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:H:2017:LEU:HD21 | 2:H:2060:MET:HE1 2.02 0.41
2:B:53: THR:HB 2:B:271:ILE:HD13 2.04 0.40
2:B:348: TYR:CE2 2:B:399:ARG:HB2 2.57 0.40
2:B:443:LEU:HD23 2:B:443:LEU:HA 1.95 0.40
2:B:666:ILE:CD1 2:B:736:LEU:HB3 2.51 0.40
2:B:891:PHE:HD1 2:B:905:LEU:HB2 1.86 0.40
2:B:1088:TYR:HD2 | 2:B:1151:MET:HG2 1.85 0.40
2:B:2555:ASP:0O 2:B:2559:MET:HG3 2.21 0.40
2:B:4675:VAL:O 2:B:4679:ASN:ND2 2.44 0.40
2:D:348: TYR:CE2 2:D:399:ARG:HB2 2.57 0.40
2:D:891:PHE:HB3 2:D:959:MET:CB 2.51 0.40
2:D:1005:TYR:HA 2:D:1016:ASN:O 2.21 0.40
2:D:1658:ARG:HA 2:D:1658:ARG:HD3 1.96 0.40
2:D:1841:GLN:HG3 | 2:D:1844:ARG:NH2 2.36 0.40
2:D:2019:ALA:O 2:D:2023:GLN:HG3 2.21 0.40
2:D:2555:ASP:0O 2:D:2559:MET:HG3 2.21 0.40
2:D:2905:LEU:HB3 2:D:2923:MET:HE3 2.03 0.40
2:D:2969:LEU:HD12 | 2:D:3034:LEU:HD22 2.02 0.40
2:D:2996:LEU:HB2 2:D:2997:PRO:HD3 2.02 0.40
2:D:3605:LYS:HB3 2:D:3605:LYS:NZ 2.36 0.40
2:D:4424:GLU:HA 2:D:4450:MET:O 2.22 0.40
2:D:4501:ALA:HB1 | 2:D:4543:VAL:HG21 2.03 0.40
2:F:295:LEU:HG 2:F:303:LEU:HD11 2.03 0.40
2:F:1831:ASP:O 2:F:1834:VAL:HG22 2.20 0.40
2:F:1878:LEU:HD12 | 2:F:3504:THR:CG2 2.51 0.40
2:F:2019:ALA:O 2:F:2023:GLN:HG3 2.21 0.40
2:F:4421:LYS:HD3 2:F:4456:GLN:HB3 2.03 0.40
2:F:4424:GLU:HA 2:F:4450:-MET:O 2.22 0.40
2:H:870:ASP:0O 2:H:874:GLU:HG3 2.21 0.40
2:H:1631:ILE:HD12 | 2:H:1827:VAL:HG21 2.02 0.40
2:H:1878:LEU:HB2 | 2:H:3504:THR:HG21 2.03 0.40
2:H:1878:LEU:HD12 | 2:H:3504:THR:CG2 2.51 0.40
2:H:3605:LYS:NZ 2:H:3605:LYS:HB3 2.36 0.40
2:H:3849:ILE:HG22 2:H:3853:LYS:HE3 2.03 0.40
2:H:4421:LYS:HD3 2:H:4456:GLN:HB3 2.03 0.40
2:H:4496:ARG:O 2:H:4499:GLU:HG2 2.21 0.40
2:B:871:ARG:NH2 2:B:874:GLU:OE2 2.54 0.40
2:B:1831:ASP:0O 2:B:1834:VAL:HG22 2.20 0.40
2:B:2869:PHE:HB2 2:B:2929:ILE:CG2 2.51 0.40
2:B:2905:LEU:HB3 2:B:2923:MET:HE3 2.03 0.40
2:B:2905:LEU:HD12 | 2:B:2930:LEU:CD1 2.51 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:B:3523:ILE:CG1 2:B:3527:MET:HE1 2.50 0.40
2:B:4424:GLU:HA 2:B:4450:MET:O 2.22 0.40
2:D:53: THR:HB 2:D:271:1ILE:HD13 2.04 0.40
2:D:549:LEU:HD23 2:D:549:LEU:HA 1.91 0.40
2:D:728:VAL:HG21 2:D:762:VAL:HG12 2.03 0.40
2:D:783:ALA:CB 2:D:1528:PRO:HA 2.50 0.40
2:D:871:ARG:NH2 2:D:874:GLU:OE2 2.54 0.40
2:D:953:LEU:HD12 2:D:965:PRO:O 2.21 0.40
2:D:2905:LEU:HD12 | 2:D:2930:LEU:CD1 2.51 0.40
2:D:4496:ARG:O 2:D:4499:GLU:HG2 2.21 0.40
2:D:4539:TRP:CD1 2:D:4539: TRP:H 2.38 0.40
2:F:422:VAL:HG23 2:F:491:ARG:CG 2.44 0.40
2:F:666:ILE:CD1 2:F:736:LEU:HB3 2.51 0.40
2:F:707:ASP:0D2 2:F:723:ARG:NH1 2.55 0.40
2:F:733:LEU:HD23 2:F:733:LEU:HA 1.92 0.40
2:F:891:PHE:HD1 2:F:905:LEU:HB2 1.86 0.40
2:F:2905:LEU:HD12 2:F:2930:LEU:CD1 2.51 0.40
1:G:91:VAL:HG21 2:H:1672:PHE:CE1 2.56 0.40
2:H:728:VAL:HG21 2:H:762:VAL:HG12 2.03 0.40
2:H:1292:MET:HE3 | 2:H:1292:MET:HB3 1.95 0.40
2:H:2035:GLU:O 2:H:2039:LEU:HG 2.21 0.40
2:H:2188:ASN:HD21 | 2:H:2191:GLU:HG3 1.86 0.40
2:H:4413:ILE:HG23 | 2:H:4466:LEU:HD11 2.02 0.40
2:B:2299:PRO:HG2 2:B:2311:ALA:O 2.21 0.40
2:B:2515:TYR:OH 2:B:2532:GLU:OE1 2.29 0.40
2:B:3382:LEU:HB3 | 2:B:3444:VAL:HG11 2.03 0.40
2:D:295:LEU-HG 2:D:303:LEU:HD11 2.03 0.40
2:D:2812:LYS:0O 2:D:2817:LYS:HE3 2.22 0.40
2:D:2869:PHE:HB2 2:D:2929:1LE:CG2 2.51 0.40
2:D:3018:GLY:HA2 | 2:D:3077:VAL:HG12 2.03 0.40
2:D:3221:LYS:HE2 2:D:3221:LYS:HB3 1.94 0.40
2:D:3670:ASP:0OD2 2:D:3673:PHE:HB2 2.21 0.40
2:D:3787:GLN:HG2 | 2:D:3851:LEU:HD22 2.03 0.40
2:D:4421:LYS:HD3 2:D:4456:GLN:HB3 2.03 0.40
2:F:871:ARG:NH2 2:F:874:GLU:OE2 2.54 0.40
2:F:890: THR:N 2:F:900:ARG:O 2.41 0.40
2:F:2052: VAL:HG13 2:F:2056:HIS:CD2 2.56 0.40
2:F:2245:GLN:O 2:F:2249:LYS:HG3 2.21 0.40
2:F:2291:ILE:HG21 2:F:2363:MET:SD 2.62 0.40
2:F:3253:PHE:HD1 2:F:3253:PHE:HA 1.81 0.40
2:H:859:VAL:CG2 2:H:932:ALA:HB2 2.47 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:H:872:LEU:O 2:H:876:1LE:HG12 2.22 0.40
2:H:889: TRP:O 2:H:959:MET:HE1 2.21 0.40
2:H:1823:VAL:O 2:H:1827:VAL:HG23 2.21 0.40
2:H:3934:LYS:HE2 2:H:3934:LYS:HB3 1.90 0.40
2:H:4420:TYR:CD1 2:H:4453:PHE:HB3 2.56 0.40
2:B:531:ASN:HD22 2:B:534:ASN:H 1.69 0.40
2:B:907:GLU:HG2 2:B:963: TYR:HD1 1.87 0.40
2:B:1025:LEU:HD12 2:B:1026:ASP:H 1.86 0.40
2:B:1642:LEU:HD21 2:B:1903:LEU:HA 2.03 0.40
2:B:2019:ALA:O 2:B:2023:GLN:HG3 2.21 0.40
2:D:251:TYR:CD2 2:D:366: TYR:HB3 2.57 0.40
2:D:1001:GLN:O 2:D:1014:LYS:NZ 2.45 0.40
2:D:2291:ILE:HG21 2:D:2363:MET:SD 2.62 0.40
2:D:3204:ALA:HB1 2:D:3208:LEU:CD1 2.46 0.40
2:D:3326:THR:O 2:D:3326: THR:0G1 2.35 0.40
2:D:4561:ALA:HB1 2:D:4566:LEU:O 2.22 0.40
2:F:251:TYR:CD2 2:F:366: TYR:HB3 2.57 0.40
1:G:12:ASP:0OD1 1:G:14:ARG:N 2.48 0.40
2:H:76:VAL:O 2:H:80:GLN:HG3 2.20 0.40
2:H:421:PHE:CZ 2:H:492:LEU:HD21 2.50 0.40
2:H:1285:-MET:HB3 | 2:H:1285:MET:HE3 1.89 0.40
2:H:4561:ALA:HB1 2:H:4566:LEU:O 2.22 0.40
2:B:874:GLU:HG2 2:B:908:PHE:CE2 2.57 0.40
2:B:875:ASN:O 2:B:879:LEU:HG 2.22 0.40
2:B:953:LEU:HD12 2:B:965:PRO:O 2.21 0.40
2:B:2017:LEU:HD21 | 2:B:2060:MET:HE1 2.02 0.40
2:B:2035:GLU:O 2:B:2039:LEU:HG 2.21 0.40
2:B:2052:VAL:HG13 2:B:2056:HIS:CD2 2.56 0.40
2:B:2348:GLU:OE2 | 2:B:2405:THR:HG22 2.21 0.40
2:B:2361:ALA:HB3 2:B:2362:PRO:HD3 2.03 0.40
2:B:2822:ILE:CD1 2:B:2865:VAL:HG22 2.40 0.40
2:B:3849:1LE:HG22 2:B:3853:LYS:HE3 2.03 0.40
2:B:4421:LYS:HD3 2:B:4456:GLN:HB3 2.03 0.40
2:D:875:ASN:O 2:D:879:LEU-HG 2.22 0.40
2:D:1285:MET:HE2 2:D:1359:PHE:CB 2.47 0.40
2:D:1878:LEU:HD12 | 2:D:3504:THR:CG2 2.51 0.40
2:D:4683:LYS:H 2:D:4683:LYS:HG2 1.70 0.40
2:F:348: TYR:CE2 2:F:399:ARG:HB2 2.57 0.40
2:F:679:HIS:O 2:F:781:PHE:HA 2.22 0.40
2:F:907:GLU:HG2 2:F:963:-TYR:HD1 1.87 0.40
2:F:953:LEU:HD12 2:F:965:PRO:O 2.21 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:F:3664: TYR:CE1 2:F:3668:LYS:HE3 2.56 0.40
2:F:4020:ILE:HG23 2:F:4034:PHE:HE1 1.86 0.40
2:F:4561:ALA:HB1 2:F:4566:LEU:O 2.22 0.40
2:F:4761:ALA:O 2:F:4765:LEU:-HG 2.21 0.40
2:H:69:VAL:HG11 2:H:112:ARG:HH21 1.86 0.40
2:H:549:LEU:HD23 2:H:549:LEU:HA 1.91 0.40
2:H:2052:VAL:HG13 2:H:2056:HIS:CD2 2.56 0.40
2:H:2245:GLN:O 2:H:2249:LYS:HG3 2.21 0.40
2:H:2291:ILE:HG21 2:H:2363:MET:SD 2.62 0.40
2:H:2555:ASP:0O 2:H:2559:-MET:HG3 2.21 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

EMD-45117, 9C1F

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.

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 A 106,/110 (96%) 100 (94%) | 6 (6%) 0 |
1 C 106/110 (96%) | 100 (94%) | 6 (6%) 0 100 [100]
1 E 106,/110 (96%) 100 (94%) | 6 (6%) 0 |
1 G 106,/110 (96%) 100 (94%) | 6 (6%) 0 |
2 B 4034/4859 (83%) | 3934 (98%) | 100 (2%) 0 |
2 D 4034/4859 (83%) | 3934 (98%) | 100 (2%) 0 |
2 F 4034/4859 (83%) | 3934 (98%) | 100 (2%) 0 |
2 H 4034/4859 (83%) | 3934 (98%) | 100 (2%) 0 |

All | ALl | 16560/19876 (83%) | 16136 (97%) | 424 (3%) 0 100 [100]

There are no Ramachandran outliers to report.
gPDB
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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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 A 86,/90 (96%) 84 (98%) 2 (2%) 44 68

1 C 86/90 (96%) 84 (98%) 2 (2%) 44 68

1 E 86,/90 (96%) 84 (98%) 2 (2%) 44 68

1 G 86/90 (96%) 84 (98%) 2 (2%) 44 68

2 B 3370/4253 (79%) 3341 (99%) | 29 (1%) 70 179

2 D 3370/4253 (79%) 3341 (99%) | 29 (1%) 70 179

2 F 3370/4253 (79%) 3341 (99%) | 29 (1%) 70 179

2 H 3370/4253 (79%) 3341 (99%) | 29 (1%) 70 179
All All 13824/17372 (80%) | 13700 (99%) | 124 (1%) 68 79

All (124) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 26 HIS
1 A 80 ASP
2 B 67 ASN
2 B 176 VAL
2 B 184 LEU
2 B 201 LEU
2 B 588 LEU
2 B 606 LEU
2 B 825 LYS
2 B 1044 | PHE
2 B 1223 GLU
2 B 1495 ILE
2 B 1531 | MET
2 B 1610 LEU
2 B 1802 SER
2 B 2062 VAL
2 B 2301 | MET
2 B 2861 LEU
2 B 3019 ASP

Continued on next page...

EMD-45117, 9C1F
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EMD-45117, 9C1F

Continued from previous page...

Mol | Chain | Res | Type
2 B 3545 ASP
2 B 3581 SER
2 B 3651 ASN
2 B 3738 PHE
2 B 3772 PHE
2 B 3783 ASP
2 B 3826 ASP
2 B 4017 LEU
2 B 4701 | MET
2 B 4787 | ASN
2 B 4814 LEU
2 B 4817 LEU
1 C 26 HIS
1 C 80 ASP
2 D 67 ASN
2 D 176 VAL
2 D 184 LEU
2 D 201 LEU
2 D 588 LEU
2 D 606 LEU
2 D 825 LYS
2 D 1044 | PHE
2 D 1223 GLU
2 D 1495 ILE
2 D 1531 | MET
2 D 1610 LEU
2 D 1802 SER
2 D 2062 VAL
2 D 2301 | MET
2 D 2861 LEU
2 D 3019 ASP
2 D 3545 ASP
2 D 3581 SER
2 D 3651 ASN
2 D 3738 PHE
2 D 3772 PHE
2 D 3783 ASP
2 D 3826 ASP
2 D 4017 LEU
2 D 4701 | MET
2 D 4787 |  ASN
2 D 4814 LEU

Continued on next page...
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EMD-45117, 9C1F

Continued from previous page...

Mol | Chain | Res | Type
2 D 4817 LEU
1 E 26 HIS
1 E 80 ASP
2 F 67 ASN
2 F 176 VAL
2 F 184 LEU
2 F 201 LEU
2 F 588 LEU
2 F 606 LEU
2 F 825 LYS
2 F 1044 | PHE
2 F 1223 GLU
2 F 1495 ILE
2 F 1531 | MET
2 F 1610 LEU
2 F 1802 SER
2 F 2062 VAL
2 F 2301 | MET
2 F 2861 LEU
2 F 3019 ASP
2 F 3545 ASP
2 F 3581 SER
2 F 3651 ASN
2 F 3738 PHE
2 F 3772 PHE
2 F 3783 ASP
2 F 3826 ASP
2 F 4017 LEU
2 F 4701 | MET
2 F 4787 | ASN
2 F 4814 LEU
2 F 4817 LEU
1 G 26 HIS
1 G 80 ASP
2 H 67 ASN
2 H 176 VAL
2 H 184 LEU
2 H 201 LEU
2 H 588 LEU
2 H 606 LEU
2 H 825 LYS
2 H 1044 | PHE

Continued on next page...
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Mol | Chain | Res | Type
2 H 1223 GLU
2 H 1495 ILE
2 H 1531 | MET
2 H 1610 LEU
2 H 1802 SER
2 H 2062 VAL
2 H 2301 | MET
2 H 2861 LEU
2 H 3019 ASP
2 H 3545 ASP
2 H 3581 SER
2 H 3651 ASN
2 H 3738 PHE
2 H 3772 PHE
2 H 3783 ASP
2 H 3826 ASP
2 H 4017 LEU
2 H 4701 | MET
2 H 4787 |  ASN
2 H 4814 LEU
2 H 4817 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (279)
such sidechains are listed below:

Mol | Chain | Res | Type
1 A 26 HIS
1 A 54 GLN
1 A 66 GLN
2 B 45 ASN
2 B 72 GLN
2 B 107 HIS
2 B 153 HIS
2 B 183 HIS
2 B 190 ASN
2 B 192 GLN
2 B 199 GLN
2 B 306 GLN
2 B 387 GLN
2 B 398 GLN
2 B 401 GLN
2 B 413 ASN
2 B 474 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 B 493 ASN
2 B 531 ASN
2 B 537 GLN
2 B 718 HIS
2 B 760 GLN
2 B 858 GLN
2 B 875 ASN
2 B 877 HIS
2 B 883 ASN
2 B 941 ASN
2 B 961 ASN
2 B 1009 GLN
2 B 1219 GLN
2 B 1230 ASN
2 B 1246 ASN
2 B 1273 HIS
2 B 1436 GLN
2 B 1485 GLN
2 B 1530 | GLN
2 B 1535 HIS
2 B 1560 HIS
2 B 1680 | GLN
2 B 1682 GLN
2 B 1721 GLN
2 B 1838 GLN
2 B 1850 | GLN
2 B 2147 |  ASN
2 B 2148 ASN
2 B 2172 GLN
2 B 2445 GLN
2 B 2481 GLN
2 B 2911 HIS
2 B 2987 | ASN
2 B 3039 ASN
2 B 3243 GLN
2 B 3321 ASN
2 B 3356 GLN
2 B 3410 | GLN
2 B 3421 GLN
2 B 3453 HIS
2 B 3506 GLN
2 B 3690 ASN

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

Mol | Chain | Res | Type
2 B 3716 ASN
2 B 3734 HIS
2 B 3766 GLN
2 B 3787 | GLN
2 B 3848 GLN
2 B 4530 ASN
2 B 4686 ASN
2 B 4787 |  ASN
2 B 4825 HIS
2 B 4853 GLN
1 C 26 HIS
1 C 54 GLN
1 C 66 GLN
2 D 45 ASN
2 D 72 GLN
2 D 107 HIS
2 D 153 HIS
2 D 183 HIS
2 D 190 ASN
2 D 192 GLN
2 D 199 GLN
2 D 306 GLN
2 D 387 GLN
2 D 398 GLN
2 D 401 GLN
2 D 413 ASN
2 D 474 ASN
2 D 493 ASN
2 D 531 ASN
2 D 537 GLN
2 D 718 HIS
2 D 760 GLN
2 D 858 GLN
2 D 875 ASN
2 D 877 HIS
2 D 883 ASN
2 D 941 ASN
2 D 961 ASN
2 D 1009 GLN
2 D 1219 GLN
2 D 1230 ASN
2 D 1273 HIS

Continued on next page...
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Mol | Chain | Res | Type
2 D 1436 GLN
2 D 1485 GLN
2 D 1535 HIS
2 D 1560 HIS
2 D 1588 GLN
2 D 1680 | GLN
2 D 1682 GLN
2 D 1721 GLN
2 D 1838 GLN
2 D 1850 | GLN
2 D 2147 |  ASN
2 D 2148 ASN
2 D 2172 GLN
2 D 2445 GLN
2 D 2481 GLN
2 D 2911 HIS
2 D 2987 | ASN
2 D 3039 ASN
2 D 3243 GLN
2 D 3321 ASN
2 D 3356 GLN
2 D 3410 | GLN
2 D 3421 GLN
2 D 3453 HIS
2 D 3506 GLN
2 D 3659 GLN
2 D 3690 ASN
2 D 3734 HIS
2 D 3766 GLN
2 D 3787 | GLN
2 D 3788 HIS
2 D 3848 GLN
2 D 3873 ASN
2 D 4530 ASN
2 D 4686 ASN
2 D 4787 | ASN
2 D 4825 HIS
2 D 4853 GLN
1 E 26 HIS
1 E 54 GLN
1 E 66 GLN
2 F 45 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 F 72 GLN
2 F 107 HIS
2 F 153 HIS
2 F 183 HIS
2 F 190 ASN
2 F 192 GLN
2 F 199 GLN
2 F 306 GLN
2 F 387 GLN
2 F 398 GLN
2 F 401 GLN
2 F 413 ASN
2 F 474 ASN
2 F 493 ASN
2 F 531 ASN
2 F 537 GLN
2 F 718 HIS
2 F 760 GLN
2 F 858 GLN
2 F 875 ASN
2 F 877 HIS
2 F 883 ASN
2 F 961 ASN
2 F 1009 GLN
2 F 1219 GLN
2 F 1230 ASN
2 F 1273 HIS
2 F 1436 GLN
2 F 1485 GLN
2 F 1535 HIS
2 F 1560 HIS
2 F 1588 GLN
2 F 1595 ASN
2 F 1680 | GLN
2 F 1682 GLN
2 F 1721 GLN
2 F 1838 GLN
2 F 1850 | GLN
2 F 2147 |  ASN
2 F 2148 ASN
2 F 2172 GLN
2 F 2445 GLN

Continued on next page...
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Mol | Chain | Res | Type
2 F 2460 | GLN
2 F 2481 GLN
2 F 2911 HIS
2 F 2987 | ASN
2 F 3039 ASN
2 F 3243 GLN
2 F 3321 ASN
2 F 3356 GLN
2 F 3410 | GLN
2 F 3421 GLN
2 F 3453 HIS
2 F 3659 GLN
2 F 3690 ASN
2 F 3716 ASN
2 F 3734 HIS
2 F 3766 GLN
2 F 3848 GLN
2 F 3873 ASN
2 F 4530 ASN
2 F 4686 ASN
2 F 4787 |  ASN
2 F 4825 HIS
2 F 4853 GLN
1 G 26 HIS
1 G 54 GLN
1 G 66 GLN
2 H 24 GLN
2 H 45 ASN
2 H 72 GLN
2 H 107 HIS
2 H 153 HIS
2 H 183 HIS
2 H 190 ASN
2 H 192 GLN
2 H 199 GLN
2 H 306 GLN
2 H 387 GLN
2 H 398 GLN
2 H 401 GLN
2 H 413 ASN
2 H 474 ASN
2 H 493 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 H 531 ASN
2 H 537 GLN
2 H 718 HIS
2 H 760 GLN
2 H 858 GLN
2 H 875 ASN
2 H 877 HIS
2 H 883 ASN
2 H 961 ASN
2 H 1009 GLN
2 H 1219 GLN
2 H 1230 ASN
2 H 1273 HIS
2 H 1436 GLN
2 H 1485 GLN
2 H 1530 | GLN
2 H 1535 HIS
2 H 1560 HIS
2 H 1588 GLN
2 H 1680 | GLN
2 H 1682 GLN
2 H 1721 GLN
2 H 1850 | GLN
2 H 2147 |  ASN
2 H 2148 ASN
2 H 2172 GLN
2 H 2445 GLN
2 H 2481 GLN
2 H 2911 HIS
2 H 2987 | ASN
2 H 3039 ASN
2 H 3243 GLN
2 H 3288 GLN
2 H 3321 ASN
2 H 3356 GLN
2 H 3410 | GLN
2 H 3421 GLN
2 H 3453 HIS
2 H 3506 GLN
2 H 3659 GLN
2 H 3690 ASN
2 H 3716 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 H 3734 HIS
2 H 3766 GLN
2 H 3788 HIS
2 H 3848 GLN
2 H 3873 ASN
2 H 4530 ASN
2 H 4686 ASN
2 H 4787 |  ASN
2 H 4825 HIS
2 H 4853 GLN

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)

Of 24 ligands modelled in this entry, 12 are monoatomic - leaving 12 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. 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| > 2 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 | Type | Chain | Res | Link | . RMSZg #1Z| > 2 | Counts RMSZg #|Z] > 2
6 CFF B 5304 - 15,15,15 | 0.68 0 23,23,23 | 0.56 0
5 ATP F 5305 - 32,33,33 | 0.31 0 48.52,52 | 0.68 1 (2%)
5 ATP D 5303 - 32,33,33 | 0.37 0 48.52,52 | 0.72 0
6 CFF D 5304 - 15,15,15 | 0.68 0 23,23,23 | 0.56 0

WO RLDWIDE
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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

Page 135 Full wwPDB EM Validation Report EMD-45117, 9C1F
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMszg 47| > 2

6 CFF H 5304 - 15,15,15 | 0.68 0 23,23,23 | 0.56 0
5 ATP H 5303 - 32,33,33 | 0.37 0 48,5252 | 0.72 0
6 CFF F 5304 - 15,15,15 | 0.68 0 23,23,23 | 0.56 0
5 ATP D 5305 - 32,33,33 | 0.31 0 48,5252 | 0.68 1 (2%)
5 ATP B 5305 - 32,33,33 | 0.31 0 48,52,52 | 0.68 1 (2%)
5 ATP F 5303 - 32,33,33 | 0.37 0 48,5252 | 0.72 0
5 ATP H 5305 - 32,33,33 | 0.31 0 48,52,52 | 0.68 1 (2%)
5 ATP B 5303 - 32,33,33 | 0.37 0 48,52,52 | 0.72 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
6 CFF B 5304 - - - 0/2/2/2
5 ATP F 5305 - - 6/22/38/38 | 0/3/3/3
5 ATP D 5303 - - 6/22/38/38 | 0/3/3/3
6 CFF D 5304 - - - 0/2/2/2
6 CFF H 5304 - - - 0/2/2/2
5 ATP H 5303 - - 6/22/38/38 | 0/3/3/3
6 CFF F 5304 - - - 0/2/2/2
5 ATP D 5305 - - 6/22/38/38 | 0/3/3/3
5 ATP B 5305 - - 6/22/38/38 | 0/3/3/3
5 ATP F 5303 - - 6/22/38/38 | 0/3/3/3
5 ATP H 5305 - - 6/22/38/38 | 0/3/3/3
5 ATP B 5303 - - 6/22/38/38 | 0/3/3/3

There are no bond length outliers.
All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Observed(°) | Ideal(?)
5 B 5305 | ATP | 02-C2’-C3’ | -2.10 105.08 111.82
5 D 5305 | ATP | 02-C2’-C3’ | -2.10 105.08 111.82
5 F 5305 | ATP | 02-C2’-C3’ | -2.10 105.08 111.82
5 H 5305 | ATP | 02-C2’-C3’ | -2.10 105.08 111.82

There are no chirality outliers.

All (48) torsion outliers are listed below:
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Mol | Chain | Res | Type Atoms
5 B 5305 | ATP | C5-05-PA-O1A
5 B 5305 | ATP | C5-05-PA-O3A
5 D 5305 | ATP | C5-05-PA-O1A
5 D 5305 | ATP | C5-05-PA-O3A
5 F 5305 | ATP | C5-05-PA-O1A
5 F 5305 | ATP | C5-05-PA-O3A
5 H 5305 | ATP | C5-05-PA-O1A
5 H 5305 | ATP | C5-05-PA-O3A
5 B 5305 | ATP | C3-C4’-C5-05’
5 D 5305 | ATP | C3-C4’-C5’-05’
5 F 5305 | ATP | C3-C4’-C5-05’
5 H 5305 | ATP | C3-C4’-C5-05’
5 B 5305 | ATP | C4-C5-05-PA
5 D 5305 | ATP | C4-C5-05-PA
5 F 5305 | ATP | C4-C5-05-PA
5 H 5305 | ATP | C4-C5-05-PA
5 B 5303 | ATP | PB-O3A-PA-O5’
5 D 5303 | ATP | PB-O3A-PA-O5’
5 F 5303 | ATP | PB-O3A-PA-O5’
5 H 5303 | ATP | PB-O3A-PA-O5’
5 B 5305 | ATP | C5-05-PA-O2A
5 D 5305 | ATP | C5-05-PA-O2A
5 F 5305 | ATP | C5-05-PA-O2A
5 H 5305 | ATP | C5-05-PA-O2A
5 B 5303 | ATP | PB-O3A-PA-O1A
5 D 5303 | ATP | PB-O3A-PA-O1A
5 F 5303 | ATP | PB-O3A-PA-O1A
5 H 5303 | ATP | PB-O3A-PA-O1A
5 B 5305 | ATP | 04’-C4-C5’-05’
5 D 5305 | ATP | 04’-C4-C5’-05’
5 F 5305 | ATP | 04’-C4-C5’-05’
5 H 5305 | ATP | 04’-C4-C5’-05’
5 B 5303 | ATP | PG-O3B-PB-O2B
5 B 5303 | ATP | PA-O3A-PB-O2B
5 D 5303 | ATP | PG-O3B-PB-O2B
5 D 5303 | ATP | PA-O3A-PB-O2B
5 F 5303 | ATP | PG-O3B-PB-O2B
5 F 5303 | ATP | PA-O3A-PB-02B
5 H 5303 | ATP | PG-O3B-PB-O2B
5 H 5303 | ATP | PA-O3A-PB-O2B
5 B 5303 | ATP | PA-O3A-PB-O1B
5 D 5303 | ATP | PA-O3A-PB-O1B
5 F 5303 | ATP | PA-O3A-PB-O1B

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

Mol | Chain | Res | Type Atoms
5303 | ATP | PA-O3A-PB-O1B
5303 | ATP | C3-C4-C5-05’
5303 | ATP | C3-C4-C5-05’
5303 | ATP | C3-C4-C5-05’
5303 | ATP | C3-C4-C5-05’

ol | o | an
as{ Re>! Rw]fve] gus

There are no ring outliers.

4 monomers are involved in 8 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
5 F 5305 | ATP 2 0
5 D 5305 | ATP 2 0
5 B 5305 | ATP 2 0
5 H 5305 | ATP 2 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand CFF B 5304

Bond lengths Bond angles

Torsions Rings
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Ligand ATP F 5305

Bond lengths Bond angles

Torsions Rings
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Ligand ATP D 5303

Bond lengths Bond angles

Torsions Rings
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Ligand CFF D 5304

Bond lengths Bond angles

Torsions Rings
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Ligand CFF H 5304

Bond lengths Bond angles

Torsions Rings
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Ligand ATP H 5303

Bond lengths Bond angles

Torsions Rings
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Ligand CFF F 5304

Bond lengths Bond angles

Torsions Rings
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Ligand ATP D 5305

Bond lengths Bond angles

Torsions Rings
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Ligand ATP B 5305

Bond lengths Bond angles

Torsions Rings




Page 147 Full wwPDB EM Validation Report EMD-45117, 9C1F

Ligand ATP F 5303

Bond lengths Bond angles

Torsions Rings
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Ligand ATP H 5305

Bond lengths Bond angles

Torsions Rings
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Ligand ATP B 5303

Bond lengths Bond angles

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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-45117. 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: 256 Y Index: 256 7 Index: 256


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: 284 Y Index: 228 7 Index: 289

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.

(3)
‘c
U-
L


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

The images above show the 3D surface view of the map at the recommended contour level 0.068.
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

Page 153 Full wwPDB EM Validation Report EMD-45117, 9C1F

7 Map analysis (i)

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

7.1 Map-value distribution (i)

Map-value distribution

— Voxel count

Recommended contour
level 0.068

Voxel count (logl0)

CI T T T T T T T T
0.0 0.1 0.2 0.3 0.4 0.5 0.6 0.7

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

100000

80000
E 60000 - - Volume
U Recommended contour
E level 0.068
=]
=

40000 -

20000 -

D T T I I I T

I I
0.0 0.1 0.2 0.3 0.4 0.5 0.6 0.7
Contour level

The volume at the recommended contour level is 704 nm3; this corresponds to an approximate
mass of 636 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

Page 155 Full wwPDB EM Validation Report EMD-45117, 9C1F

7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

—— Primary map RAPS
2 4 Reported resolution
3.22 A

Intensity (logl0)

0.0 0.1 0.2 0.3 0.4 0.5
Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.311 A2


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-45117 and PDB
model 9C1F. Per-residue inclusion information can be found in section 3 on page 8.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.068
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 (0.068).

WO RLDWIDE
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
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9.4 Atom inclusion (i)

Atom inclusion

1.0
o
= 0.8 1
W
=
T,
E 0.6 4 —— Backbone atoms
£ All non-hydrogen
E atoms
g Recommended contour
o level 0.068
v 0.4
=
g=
]
[}
o
E 0.2 1
D-ﬂ T T T T T T

T T
0.0 0.1 0.2 0.3 0.4 0.5 0.6 0.7
Contour level

At the recommended contour level, 80% of all backbone atoms, 79% 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 (0.068) and Q-score
for the entire model and for each chain.

1.0

Chain Atom inclusion Q-score
All 0.7910 m 0.5530
A 0.7220 B 0.5760
B 0.7960 B 0.5520
C 0.7200 m 0.5720
D 0.7960 m 0.5520
E 0.7210 B 0.5720
F 0.7960 B 0.5520
G 0.7220 B 0.5740 00
H 0.7960 = 0.5520 e
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