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This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.

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

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

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

MolProbity : 4-5-2 with Phenix2.0

Xtriage (Phenix) : 2.0

EDS : 3.0

Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
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:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.30 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 Percentile Ranks Value
Rfrec NN oy 0.210
Clashscore I I 4
Ramachandran outliers IS | W 0.6%
Sidechain outliers I | I 3.7
RSRZ outliers I I .69
Worse Better
I Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 180053 1169 (3.32-3.28)
Clashscore 190562 1209 (3.32-3.28)
Ramachandran outliers 187476 1188 (3.32-3.28)
Sidechain outliers 187428 1187 (3.32-3.28)
RSRZ outliers 180081 1169 (3.32-3.28)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments of the lower 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 electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 A0 148 69% 26% -
1 Al 148 70% 24% -
1 A2 148 70% 24% -
1 A3 148 70% 25% -
1 A4 148 £ 70% 25% e

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 A5 148 £ 69% 26% P
1 A6 148 70% 25% e
1 AT 148 : 69% 26% e
1 A8 148 L 72% 23% P
1 A9 148 70% 24% Y
1 AA 148 69% 26% P
1 AB 148 69% 26% P
1 AC 148 . 71% 24% P
1 AD 148 L 70% 24% -
1 AE 148 IA 71% 24% P
1 AF 148 : 72% 23% T
1 AG 148 71% 24% P
1 AH 148 72% 23% o
1 Al 148 72% 23% T
1 AJ 148 L 70% 25% Y
1 AK 148 70% 25% Y
1 AL 148 72% 23% o
1 AM 148 L 69% 26% Y
1 AN 148 70% 24% T
1 AO 148 70% 25% Y
1 AP 148 73% 22% o
1 AQ 148 72% 23% T
1 AR 148 71% 24% P
1 AS 148 £ 72% 23% e
1 AT 148 72% 23% o

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 AU 148 70% 25% P
1 AV 148 L 70% 25% o
1 AW 148 : 70% 25% o
1 AX 148 70% 25% Y
1 AY 148 L 70% 25% P
1 A7 148 71% 24% Y
1 Aa 148 71% 24% o
1 Ab 148 . 71% 24% .
1 Ac 148 70% 26% o
1 Ad 148 L 73% 22% o
1 Ae 148 69% 26% T
1 Af 148 71% 24% P
1 Ag 148 £ 70% 26% P
1 Ah 148 : 68% 27% P
1 Ai 148 L 68% 27% Y
1 Aj 148 < 76% 20% P
1 Ak 148 L 71% 24% Y
1 Al 148 68% 27% P
1 Am 148 69% 26% T
1 An 148 71% 24% T
1 Ao 148 70% 26% o
1 Ap 148 — 24% —
1 Aq 148 £ 70% 26% T
1 Ar 148 £ 70% 24% P
1 As 148 72% 22% o

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

Mol | Chain | Length Quality of chain
%
| —
1 At 148 70% 24% R
1 Au 148 70% 26% P
1 Av 148 70% 25% ..
1 Aw 148 70% 24% ..
1 Ax 148 70% 24% e
21%
...
2 BO 63 30% 10% 60%
10%
h
2 B1 63 27% 13% 60%
10%
2 B2 63 30% 10% 60%
32%
I —
2 B3 63 25% 14% 60%
16%
| ...
2 B4 63 27% 13% 60%
24%
..
2 B5 63 29% 11% 60%
8%
—_—
2 B6 63 30% 10% 60%
21%
...
2 B7 63 30% 10% 60%
9%
.
2 B8 63 32% 8% 60%
14%
e
2 B9 63 29% 11% 60%
3%
2 BA 63 30% 8% - 60%
1%
—
2 BB 63 30% 10% 60%
11%
[—
2 BC 63 30% 10% 60%
30%
I
2 BD 63 30% 10% 60%
7%
|
2 BE 63 30% 10% 60%
16%
e
2 BF 63 30% 10% 60%
11%
h
2 BG 63 27% 13% 60%
22%
..
2 BH 63 27% 13% 60%
16%
e
2 BI 63 30% 10% 60%
16%
e
2 BJ 63 30% 10% 60%

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

Mol | Chain | Length Quality of chain
1%
2 BK 63 30% 10% 60%
30%
I
2 BL 63 29% 11% 60%
7%
..
30% 10% 60%
2 BM 63 % % o%
14%
e
30% 10% 60%
2 BN 63
3%
e
2 BO 63 27% 13% 60%
29%
I —
2 BP 63 24% 16% 60%
14%
L
2 BQ 63 30% 10% 60%
13%
—
2 BR 63 30% 10% 60%
10%
h
2 BS 63 27% 13% 60%
13%
2 BT 63 30% 10% 60%
1%
h
2 BU 63 29% 11% 60%
3%
| .-
2 BV 63 27% 13% 60%
1%
2 BW 63 30% 10% 60%
14%
| ...
2 BX 63 27% 13% 60%
9%
e
2 BY 63 25% 14% 60%
25%
W
2 Bz 63 29% 11% 60%
14%
e
2 Ba 63 30% 10% 60%
29%
9
2 Bb 63 30% 10% 60%
11%
2 Be 63 30% 10% 60%
14%
e
2 Bd 63 27% 13% 60%
8%
2 Be 63 30% 10% 60%
16%
|
2 Bf 63 30% 10% 60%
27%
I —
2 Bg 63 24% 14% . 60%
16%
| ...
2 Bh 63 27% 13% 60%
1%
. h
2 Bi 63 27% 13% 60%

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

Mol | Chain | Length Quality of chain
27%
. =
2 Bj 63 30% 10% 60%
21%
.-
2 Bk 63 30% 10% 60%
1%
2 Bl 63 30% 10% 60%
14%
e
2 Bm 63 30% 10% 60%
3%
2 Bn 63 30% 10% 60%
16%
e
2 Bo 63 30% 10% 60%
30%
.
2 Bp 63 30% 10% 60%
17%
| ...
2 Bq 63 27% 13% 60%
16%
| ...
2 Br 63 30% 10% 60%
22%
...
2 Bs 63 30% 10% 60%
3%
e
2 Bt 63 29% 11% 60%
1%
2 Bu 63 30% 10% 60%
16%
| ...
2 Bv 63 27% 13% 60%
24%
=
2 Bw 63 30% 10% 60%
22%
I
2 Bx 63 24% 16% 60%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density

3 MG A4 302 - - - X

3 MG A8 302 - - - X

3 MG A9 302 - - - X

3 MG AA | 1002 - - - X

3 MG AJ 301 - - - X

3 MG AO 301 - - - X

3 | MG | AQ | 302 _ _ _ X

3 MG AR 301 - - - X

3 MG Ac 302 - - - X

3 MG Am 301 - - - X

3 MG Ar 301 - - - X
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 79720 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, 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 Tumor necrosis factor ligand superfamily member 13B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AA 144 ?igl 726 11;14 2(1)8 2 0 0 0
1 AB 144 ?ﬂ?&l 7§6 115\%14 2(1)8 2 0 0 0
1 AC 144 ?ii?’)l 7?6 124 2(1)8 2 0 0 0
L | AD R Rt ¥ 0 0
L | AE R R 0 0 0
L | AF O R 0 0 0
L] AG R I 0 0 0
L | AH O I 0 0 0
LAl O I 0 0 0
1 AJ 144 ??ZZI 7(3]6 12]4 2(1)8 § 0 0 0
1 AK 144 ??ZZI 7(3]6 11;34 2(1)8 § 0 0 0
1 AL 144 111(1)151?’)l 7(336 11;4 2(1)8 § 0 0 0
1 AM 144 111(1)231 7(336 115\314 2(1)8 § 0 0 0
! AN 144 111(1)2;1 7§6 112\314 2(1)8 § 0 0 0
! AO 144 rﬁgl 7§6 112\314 2(1)8 § 0 0 0
! AP 144 ?igl 7§6 115\314 2(1)8 § 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AQ 144 ?igl 7?6 115\314 2(1)8 ? 0 0 0
1 AR 144 ?igl 7?6 11;;4 2(1)8 ? 0 0 0
1 AS 144 111(31?%1 7?6 115\;4 2(1)8 ? 0 0 0
! AT 144 r‘1&1)51{?’)1 736 11;14 2(1)8 ? 0 0 0
1 AU 144 r‘1&1)51&;’)1 7(?36 11;14 2?8 ? 0 ¥ 0
LA O R 0 0 0
L] AW O I 0 0 0
L] AX O I 0 0 0
LAY O I 0 0 0
L | AZ R I A 0 0 0
L | A0 O I T 0 0 0
1 Al 144 111(1)1?’)1 7(3]6 11;]4 2(1)8 g 0 0 0
1 A2 144 111?1?’)1 7§6 11;4 2(1)8 § 0 0 0
1 A3 144 111(1)?1&;’)l 7(3]6 112\3]4 2(1)8 i 0 0 0
! Ad 144 111(1)261?%1 7§6 112\314 2(1)8 § 0 0 0
! A5 144 Ilj(igl 7?6 124 2(1)8 § 0 0 0
! AG 144 ?igl 7?6 115\314 2(1)8 § 0 0 0
! AT 144 ?igl 7§6 118\314 2(1)8 § 0 0 0
1 A8 144 rf(igl 7§6 118\314 2(1)8 ? 0 0 0
1 A9 144 rllﬂ(ifla?)l 7;36 116\314 2(1)8 ? 0 0 0
L Aa 144 ??Zagl 7§6 115\3]4 2(1)8 ? 0 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 Ab 144 ﬁgl 7?6 115\3]4 2(1)8 ? 0 0 0
1 Ac 144 ?igl 7?6 1214 2(1)8 ? 0 0 0
1 Ad 144 ?igl 7?6 115\;14 2(1)8 2 0 0 0
! Ae 144 ?1)21 7?6 124 2(1)8 ? 0 0 0
1 Af 144 ?1)5131 7(?36 11;14 2?8 2 0 ¥ 0
L As 144 ?igl 7(?36 11;14 2?8 ? 0 0 0
L | Ab 144 ?igl 7(;6 11;]4 2?8 ? 0 0 0
L Al 144 ?igl 7(336 1214 2(1)8 ? 0 0 0
LAl 144 ?igl 7§6 1214 2?8 ? 0 0 0
L | Ak 144 %gl 7§6 1214 2C1)8 2 0 0 0
L Al 144 ?(1)5121 7(;6 1214 2C1)8 2 0 0 0
1 Am 144 ?fgl 7(3]6 11;4 2(1)8 2 0 0 0
1 An 144 %El 7§6 11;4 2(1)8 2 0 0 0
1 Ao 144 ?fgl 7(3]6 1214 2(1)8 i 0 0 0
! Ap 144 ?1)5121 7§6 124 2(1)8 § 0 0 0
! Ad 144 ?ﬁ? 7§6 124 2(1)8 § 0 0 0
! Ar 144 ?igl 7§6 115\314 2(1)8 § 0 0 0
! As 144 11“2221 7§6 115\314 2(1)8 § 0 0 0
L At 144 f(igl 7§6 115\314 2(1)8 ? 0 0 0
1 Au 144 ?iza?)l 7?6 115\314 2(1)8 ? 0 0 0
1 Av 144 ??Zagl 7§6 115\3]4 2(1)8 ? 0 0 0
Continued on next page...
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Continued from previous page...

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

1 Aw 144 1143 736 184 218 5 0 0
Total C N O S

1 Ax 144 1143 736 184 218 5 0 0

e Molecule 2 is a protein called Tumor necrosis factor receptor superfamily member 13C.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR H R ERE
IR HEEEEE
ICER S P HEEEEE
IR HEEEEE
IR HEEEEE
IR HEEEEE
ICIERF S HEEEEE
IR HEEEEE
IR HEEEEE
2| B 2 T hs w80 4 0 0 0
IR FHEEEEE
IR Y HEEEEE
I Y HEEEEE
IR FHEEEEE
IR HEEEEE
IR HEEEEE
RN HEEEEE

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR EEEEE
IR HEEEEE
IR HEEEEE
IR HEEEEE
2| BV 2 T108t5al 1(‘;8 3 ?E?) \ 0 0 0
2| BW 2 Ta s m g0 1 0 0 0
2| BX 2 Ta s m g0 1 0 0 0
NN HEEEEE
NN HEEEEE
IR HEEEEE
IR HEEEEE
IR HEEEEE
IR HEEEEE
IR HEEEEE
IR HEEEEE
IEERE Y HEEERE
AR NN Y HEEEEE
NN Y HEEEEE
NN Y HEEEEE
2 Ba 25 Tlost;l 1(138 3N3 zg) i 0 0 0
IR HEEERE

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 Be 25 T108t5aLl 1(118 3N3 zg) zSL 0 0 0
2 Be 25 T108t5al 1(138 ?1)\; ?% zSL 0 0 0
2| Be 25 T108t5al 1(‘;8 ?1:; ?E?) zsl 0 0 0
2 | Bh 25 Tiost;l 1?8 ?1:; ?% zSL 0 0 0
2| B 25 Tioéstsl 1(‘;8 ?1:; ?3) zSL 0 0 0
IR T HEEREEE
2 Bn 25 Tloézt;l 1(1]8 ?1:‘]3 :g) zSL 0 0 0
2 Bo 25 Tlosat;l 1(1]8 ?1:‘13 :g) i 0 0 0
2 Bp 25 Tlogtsl 1(1]8 ?1::1 :g) 2 0 0 0
2 Ba 25 1105521 1?8 ;\:Ia :2) zSL 0 0 0
2 Br 25 TlOSt;l 1?8 :?:Ia :2) zSL 0 0 0
2 Bs 25 1;05521 1?8 :?:Ia :g()) i 0 0 0
2| Bt 25 TlOSt;l 1?8 :?:Ia ?S()) i 0 0 0
2 Bu 25 Tloz%t5al 1(138 ?i\; ?(3) i 0 0 0
2 Bv 25 Tlost;l 1(138 3N3 zg) i 0 0 0
2 Bw 25 T108t;>le 1(118 ?1)\; ?3) zSL 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 Bx 25 185 118 33 30 4 0 0 0

e Molecule 3 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 | AA 2 Total - Mg 0 0
2 2

3 AB 1 Total Mg 0 0
11

3 AC 1 Total - Mg 0 0
11

3 | AD 1 Total - Mg 0 0
11

3 AF 1 Total - Mg 0 0
11

3 AJ 1 Total - Mg 0 0
11

3 | AN 1 Total - Mg 0 0
11

3 | AO | Toltal hgg 0 0

3 AQ 9 Total Mg 0 0
2 9

3 | AR | Toltal hgg 0 0

3 | Al | Total - Mg 0 0
11
Total Mg

3 A4 2 S 0 0
Total Mg

3 A5 2 A 0 0
Total Mg

3 A6 2 A 0 0

3 | A7 | Total -~ Mg 0 0
11
Total Mg

3 A8 2 Ty 0 0
Total Mg

3 A9 2 Ty 0 0

3 Aa 1 Toltal N{g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

3 Ac 2 9 9 0 0

3 | Ad | Total -~ Mg 0 0
1 1

3 | Af | Total -~ Mg 0 0
1 1

3 | An | Total -~ Mg 0 0
1 1

3 | Ak | Total -~ Mg 0 0
1 1

3 | Am 1 Total - Me 0 0
1 1

3 An 1 Total - Mg 0 0
1 1

3 Ap 1 Total Mg 0 0
1 1

3 Aq 1 Total Mg 0 0
1 1

3 Ar 1 Total - Mg 0 0
1 1

3 As 1 Total - Mg 0 0
1 1

3 Av 1 Total - Mg 0 0
1 1
Total Mg

3 Aw 2 9 9 0 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
electron 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 dot above a residue indicates a poor fit to the electron density (RSRZ > 2). 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: Tumor necrosis factor ligand superfamily member 13B

hain AA:
Chain : 69% 26% -
O N~ N n ©o (o] N (o) [ © O =AM W N~ © o o n ©o 0 OO =N < w © [} —
.3 Jmemi a-ﬁle-e-a-alaaaaaala RIR - ﬁlwlmmxlmx-x-a-
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e N~ ©O N~ o
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e Molecule 1: Tumor necrosis factor ligand superfamily member 13B
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e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

%
. | —
Chain AD: 70% 24% R

WO RLDWIDE

er

PROTEIN DATA BANK

c146
L147
D152
T155
P156
Q159
K160
S162
L169
N183
Q198
L1200
Y201
D203
K204
T205
A207
M208
H210
R231
N235
M236
E238
T239
P241
N242
$244
€245
G249
L261

i
o
N
A


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

Full wwPDB X-ray Structure Validation Report 4V46

Page 17

8821

281

LLTL

*

L9TN

Y%

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B
Chain AE: "

24%

71%

L9ZN

¥92d

1921

S%20
v¥es

{474\
Tved

6€TL
8€¢Hd

9ETN
SECTN

L

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28T1

L.21
9.ZA
S.za

%

Chain AF: .

23%

72%

¥92d

1921

6%2H

S%20
{444

(4748
Tved

6€CL
8€TH

9E€TH
SETN

0€Td

0TCH

80CH
Logy

S02L
voeH
£02a

T0CTA
0021

8610
€8TN
6911

2918

6STD

98Td
GSTL

2¢STa

LyTT
9¥%10

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28TT

LLTL

S.za

192N

24%

71%

Chain AG:

1921
6%2H
1498

S¥20
wves

{444\
Tved

6€CL
8€¢d

9ETN
SETN

0€Td

OTCH

80CH
L0TY

S02L
¥0ex
£02a

T0Ch
0021

8610
€8TIN
cL1d
6971

2918

6STH

9S1d
SGTL

2SsTa

LYT1
910

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28¢1

LLTL
9.2

L9TN

v92d

23%

72%

Chain AH:

¥92d

1921

672D

14N

S%20
v¥es

{474\
T¥2d

6€TL
8€CH

9ETN
SECN

0€Td

0TCH

80CKH
L0V

S02L
0Ty
£02a

T0TA
0021

861D
€8TN
6971

291S

6STH

9GTd
SGTL

2ST1da

L7T1
9710

1

28T1

LLT1

*

L9CZN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

23%

72%

Chain Al

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 4V46

Page 18

¥92d

19271

672D

9%CA
S%20

{474\
T¥2d

6€TL
8€cH

9ETN
SETN

0€zd

0TZCH

802N
L0V

S0zl
0Ty
€0ca

TOTA
0021

861D
€8TN
6911

291S

6STH

9GTd
SGTL

2STa

L7T1
9710

1

28C1

LLT1
9.ZA

L9CZN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

%

Chain AJ: .

25%

70%

1921
6¥%2H
I8

S¥20
v¥es

{4448
Tved

6€CL
8€CH

9€TN
SGETN

0€Td

Ll

0TCH

80T
Loey

S02L
oy
£02a

T0CK
0021

8610
€8TN
6911

2918

6STH

98Td
SSTL

2STa

LYTT
9¥%10

§8¢1
28¢1
LLTL
9.2
S.za

L9TN

v92d

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

25%

70%

Chain AK:

¥92d

1921

6%2D

9vCA

S%20
v¥es

{474\
T9ed
0veT
6€TL
8€CH

9ETN
SECN

Tecy
0€zd

1121
OTCH

80CKH
S0l
voTH
£02a
20Tl
TOTA
0021
861D
€8TN
6971

291S

6STH

9GTd
SGTL

2STda

L7T1
9710

1

28T1

LLT1

+

L9CZN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

23%

72%

Chain AL:

¥92d

1921

672D

izas

S¥20
4443

(474

B6ETL
8€TH

9€TH
SETN

1

28T1

L.TL

L

L9ZN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

%

Chain AM: .

26%

69%

1921
6¥%2H

iZa8
S¥20

{4748
Tved

6€CL
8¢

9ETN
SETN

Tecy
0€Td

1121
OTCH

80CH
02V

S02L
oy
£0ca
2ocL
T0ZK
0021
8610
€8IN
6971
2918

091X
6STH

9GTd
SSTL

2S1a

LYTT
9%10

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28¢1

LLTL
9.TA

L9TN

v92d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 4V46

Page 19

24%

70%

Chain AN:

6STH

99Td
GSTL

2STa

LyTT
9¥%10

1

28T1

LLTL

+

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

L9TN

¥92d

25%

70%

Chain AO:

¥92d

1921

6¥%2H

S¥20
v¥es

{4748
Tved
021
6€CL
8€¢d

9ETN
SETN

0€Td

OTCH

80CH
L0TV

S02L
i a
£02a
zocL
T0CK
0021

8610
€8TN
cLTd
6971

291S8

6STH

9G1d
SGTL

2S1a

PAAN!
9%10

1

28TT

LLTL
9.LTA

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

22%

73%

Chain AP:

¥92d

1921

6%2D

S%20
w¥es

{444\

6€TL
8ecd

SETN

0€Td

OTCH

80CH
L0TY

S02L
02
£02a

TOCZA
0021

8610
€8IN
cL1d
6971

291S

6STH

9GTd
SGTL

2SsTa

L9111
9%10

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28T1

LLTL

L92ZN

23%

72%

Chain AQ:

99Td
GSTL

2¢STa

LYTT
9¥%10

1

28TT

LLTL
9.TA

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

24%

71%

Chain AR:

1921

6%2H

S¥20
v¥es

{4448
Tved

6€CL
8€¢d

9ETN
SETN

Teey
0€Td

O0TCH

80CH
L0TV

S0CL
i e
£02a

T0CK
0021

8610
€8IN
cLTd
6971

291

6STH

9GTd
SSTL

2S1a

LYTT
9%10

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28¢1

LLTL
9.TA

L9TN

v92d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V46

23%

72%

Full wwPDB X-ray Structure Validation Report

%

Chain AS: .

Page 20

v92d

1921

6%2H

S¥20
v¥es

{4448
15%44¢

6€TL
8€¢H

9ETH
SETN

0€Td

OTCH

80CH
L0TY

S0CL
oy
£02a

T0ZA
0021

8610
€8TN
6971

291S

6STH

9S1d
SGTL

2S1a

PAAN!
9¥%10

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28TT

LLTL
9.2A

192N

23%

72%

Chain AT:

¥92d

1921

6%2H

EiZAN

S%20
v¥es

{474\
Tved

6€TL
8€CHd

9ETN
SECN

0€Td

OTCH

80CH
L0CY

S02L
0Ty
£02a

TOTA
0021

861D
€8TN
6971

2918

6STH

9GTd
SSTL

2STa

L9111
9%10

25%

70%

Ll

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

Chain AU:

TETH

0TCH

802N
L0V

S0zl
70Ty
£0ca

TOTA
0021

861D
€8TN
6911

2918

6STH

9GTd
SGTL

2S1da

Y11
9710

25%

70%

1

%

Chain AV: .

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

8610
€8TN

69171

@ <291s

6STH

9§Td
SSTL

2STa

LYTT
9¥%10

1

it

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

¥92d

1921

_. -
. 6%2H
i

1498
S¥20
wves

{444

25%
|

6€TL
8€¢d

9ETN
SETN

Teecy
0€Td

1121
OTCH

80CH
L0TY

021
0Ty
£02a

T0CA
0021

70%

861D
€8TN
6971

291S

6STH

9S1d

SSTL 01
| |

Ts1a 28C1

%

Chain AW: :

PAAN! LLTL
910

S.za
¥.2d

L9CZN

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V46

Page 21

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

25%

70%

Chain AX:

1

28¢1

L.TL

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

S.za

L9TN

v9¢d

25%

70%

%

Chain AY: :

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28C1

L.T1
9.ZA

L9ZN

¥92d

24%

71%

Chain AZ:

0€Td

0TCH

80CW
Loey

S02L
voeH
£02a

T0CA
0021

8610
€8TN
6911

2918

6STh

98Td
GSTL

2¢STa

LyTT
9¥%10

1

28TT

L.LTL
9.2A

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

26%

69%

Chain AO0:

6%2H

S¥20
v¥es

eveN
Tved

6€TL
8€TH

9ETH
SETN

Tecy
0ged

1121
O0TCH

80CH
L0TV

S02L
i a8
£02a

TOZA
0021

8610
€6Td
€8IN
cLTd
69171

2918

6STH

9GTd
SSTL

2STa

LYTT
9¥%10

€82
28¢1

L.TL

+

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

¥92d

1921

24%

70%

Chain Al:

1921
6%2H
1498

S%20
wves

{444\
Tved

6€CL
8€¢Hd

9ETN
SETN

0€Td

O0TCH

80CH
L0TY

S0l
¥0ex
£02a

T0CA
0021

8610
€8TIN
cL1d
6971

291S

6STH

9S1d
SGTL

2SsTa

PAAN)
910

§8¢1

28¢1

LLTL

+

L9TN

v92d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 4V46

Page 22

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

24%

70%

Chain A2:

1921
6¥%2H
48

S¥20
v¥es

{4748
Tved

6€CL
8€¢Hd

9ETN
SETN

Teecy
0€cd

1121
OTCH

80CH
L0TY

S02L
o
£02a

T0CA
0021

861D
€8TN
6971

291S

6STH

9GTd
SSGTL

2STa

PAAN!
910

1

28¢1

LLTL

+

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

L9TN

v92d

25%

70%

Chain A3:

6%2D

1S
S¥20
¥¥es

(474}
Tved

6€CL
8€CH

9ETN
SETN

Teecy
0€Td

0zed

1121
OTCH

80CH
L0V

S0CL
0Ty
£02a

TOTA
0021

861D
€8TN
6971

2918

6STH

9GTd
SGTL

2SsTa

L9111
9710

1

28¢1

LLTL

*

L9CZN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

¥92d

1921

25%

70%

%
i

Chain Ad4:

¥92d

1921

6%2H

9¥CK

S%20
{4443

(4748
1ved

6€CL
8€TH

9€TW
SETN

1

28TT

L.TL
9.2A

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

26%

69%

%
B

Chain A5:

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28C1

LL2L
9.L2ZA

L9ZN

¥92d

1921

25%

70%

Chain A6:

0€Td

0TCH

80CH
Logy

S02L
0Ty
£02a

T0TA
0021

861D
€8TN
6911

2918

6STD

99Td
GSTL

2¢STa

LyTT
9¥%10

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 4V46

Page 23

1

28¢1
L.T1
9.ZA
s.za

L9CZN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

%

Chain AT: .

26%

69%

iZa8
4]
7¥es

eveN
Tved

6ETL
8€TH

9ETN
SGETN

Teey
0gzcd

8TCH

1121
0TCH

80CH
L0TY

S02L
v0Tx
£02a

T0CK
0021

8610
€8TN
cLTd
6911

2918

6STh

98Td
GSTL

2¢STa

LyTT
9¥%10

§82C71

28e1

9.2A

L9ZN

¥92d

1921

6%2H

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

%

Chain AS: :

23%

72%

¥92d
19271
672D
E1ZAN

S%20
j444]

[474\¢

6€TL
8ecd

SETN

TeTH
0€Td

0TCH

802N
L0V

S0zl
voeH
£0ca

TOTA
0021

861D
€8TN
6911

® <291S

6STH

9GTd
SGTL

2STda

LyTT
9710

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28T1

L.21
9.ZA

L92ZN

24%

70%

Chain A9:

6STD

98Td
GSTL

2¢STa

LYTT
9¥%10

1

28C1

L.TL

L

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

L9TN

¥92d

24%

71%

Chain Aa:

¥9¢d

1921

6%2H

S¥20
v¥es

{4748
Tved

6€CL
8€CH

9ETN
SETN

0€Td

0TCH

80CH
0TV

S02L
i a8
£02a

T0CK
0021

8610
€8TN
cLTd
69171

2918

6STh

9§Td
GSTL

2S1a

LYTT
9¥%10

1

28e1

LLTL

S.za

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

%

Chain Ab: .

24%

71%

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



Full wwPDB X-ray Structure Validation Report 4V46

Page 24

¥92d

1921

672D

S%20
v¥es

(474
Tved
0%2T

9GTd
SGTL

2STa

L7T1
9710

1

28T1

LLTL

+

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

26%

70%

Chain Ac:

¥9¢d

1921

6¥%2H

iZa8
S¥20
v¥es

{4448
Tved
02T
6€CL
8ecd

SGETN

Tecy
0€Td

1121
0TCH

80T
Loey

S02L
oy
£0ca
zoeL
T0CK
0021
8610
€8TN
6911

2918

6STH

98Td
SSTL

2STa

LYTT
9¥%10

1

28TT

9.TA
S.za

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

wn (o] — <
FimEmgmy
v O (&) = a

{474\
T¥¢d

22%

6€TL
® 8ezH

9ETH
SECTN

0€zd

0TCH

80CKH
L0V

S0l
voTH
£02a

TOTA
0021

73%

861D
€8TN
6971

291S

6STH

9GTd
SGTL

2STda

%

Chain Ad: :

L7T1
9710

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28T1

9.TA

L92ZN

26%

69%

Chain Ae:

98Td
SGTL

2sTa

Y11
9¥%10

1

28C1

L.TL

*

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

¥92d

1921

24%

71%

Chain Af:

¥9¢d

1921

6%2H

iZas

S§%20
{4443

(4748
Tved

6€TL
8€CH

9T
SETN

Tecy
0€Td

0TCH

80CW
L0oey

S02L
0Ty
£02a

T0CK
0021

8610
€8TN
6911

2918

6STh

99Td
GSTL

2¢STa

LYTT
9¥%10

1

28TT

LLTL
9.TA

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V46

Full wwPDB X-ray Structure Validation Report

Page 25

S¥20
¥¥es

(444

6€CL
8€CH

9ETH
SECN

26%

m
o
—
g
1828 )
ogzd m
- O
Prad)\ m
|
szed .
o czTa —
1 S
0TZH =
| 60z o
80ZH =
<)
102V 2,
| 90z )
5021 0
5023
£02a ..m
| zozL <
TOZA Q0
0021 ]
. eem o
X 86T o
o - +~
~ Q
£8TN 3
[ | o
TL1d [
| B
mmS m
291 %
oo -
—
651D 01 o
1 S
931d mmS =
SSTL
[ ] 1021 B
231a 9.2 ..
fml ] ] —
.. L7711 192N <
> & B G
< s
v9ed <
g ] o
< 19271 M
= |
O 6% Y

27%

o n © 0 MO = A < v © D
mo o oomoongYYSySSmy
oo o N NN NN N
B ZEAMEEdAZSENO > O

68%

%

Chain Ah: .

€eTa

1121
OTCH

80CH

S02L
e

£02a

TOZA

9G1d
SGTL

2S1a

PAAN!

27%

68%

1

Y%

Chain Ai: :

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

T0ZA
0021

861D
€8TN
cL1d
6911

2918

6STD

98Td
SGTL

2s1a

Y11
910

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28C1
LLTL
9.TA
§.ca

L9TN

¥92d

1921

20%

76%

%

Chain Aj: .

28T1

9.LZA

L9CZN

¥92d

1921

Sved
j444%)

(444

6€TL
8€Td

SETN

OTCH

80CH
L0V

S0l
voTH
£02a

T0TA
0021

861D
€8TN
6971

2918

6STH

9GTd
SGTL

2STa

PAAN!
9710

24%

71%

%

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B
Chain Ak: "

v92d

1921

6¥%2H

i4a8

S¥20
v¥es

{4448

6€CL
8ecd

SETN

Teecy
0€Td

1121
OTCH

80CH
L0TY

S02L
oy
£02a

T0CA
0021

861D
€8TN
6971

291S

091X
6STH

9GTd
SGTL

2STa

LYT1
9¥%10

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 4V46

Page 26

1

28T1

L.T1
9.ZA

L9CZN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

27%

68%

Chain Al:

1921
6%2H
9¥CK

S%20
{4443

(4748
Tved
(izae
6€CL
8€CH

9€TH
SGETN

TeTH
0€Td

1121
0TCH

80CZW
Logy

S02L
0Ty
£€0za
oL
T0CA
0021

8610
€8TN
6911

2918

6STh

98Td
GSTL

2¢STa

LyTT
9¥%10

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28e1
LLTL
9.2A
S.za

L9TN

¥92d

26%

69%

Chain Am:

1

28¢1

L.TL

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

S.za

L9TN

¥9¢d

24%

X
—
~

Chain An:

¥92d

1921

6%2H

IS

S%20
w¥es

{444
Tved

6€TL
8€cd

9ETH
SECTN

0€Td

O0TCH

80CH
L0TY

021
voTH
£02a

T0CA

991d
9STL
|
zsTa 1
|
LT 28z
|
At
e
5.2
|
192N
| egza |

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

26%

70%

Chain Ao:

1

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

28C1

LLTL
9.LZA

L9ZN

¥92d

24%

71%

Chain Ap:

¥9¢d

1921

6¥%2H

iZa8

S¥20
v¥es

{4748
1ved

6€CL
8€¢H

9ETH
SETN

0€Td

0TCH

80CH
02V

S02L
voeH
£02a

T0CK
0021

8610
€8TN
69771

2918

091X
6STH

9§Td
SSTL

2STa

LYTT
9¥%10

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V46

Full wwPDB X-ray Structure Validation Report

Page 27

| | | goTd |
1921 1921 $92d 1921
| | | |
. 692D 6%¢D 1921 6%¢D
_ i . i . i . i
. 992k 9%Th 692D 9¥CA
<170} . S%20 . | | . S%20
faza] ¥92S 9920 S
| eheN | eveN faza] | ebeN
zveN TheN | ebeN TheN
% . Tved m 192d w 2N m 192d
© % Wowm ® o owm © = & © . owm
=< 6521 N 6£2L N 6£2L B 6€2L
= et g N o s8sed H et g ~ e sced
) | ged ) | lged ) | ) | ged
g 98I g 9£TI g 38N g 9£TH
= geTN 3 3ETN 5 3 3ETN
g g g g i
) ) ) OEc )
— €Ty — — [ | — omﬁ
= ogzd = = 0TZH =
[ | | 602y 01ZH
& 1121 S 8 80ZH 8 | 60D
— —~ —~ —~
= 0TZH g 5y 102V g 802H
o, | 60z o, o, | 90zk o, L0ev
= 80ZH = = S0ZL = | 90zk
1% L02Y n n 5023 n 3021
| 90za £02a %023
.m S0TL .m _m | zozl | .m £02a
g Scea 5 g oz 5 e
MO SMH Mo ,M.o IN MO Momq
o . 102k o o < 86T o | 66TA
o S 0021 o X o i [ | o X 8610
s R [ eeta 23] R 23] ~ €8T R3] 2 |
% wms % % | | % ~ mmﬁz
i (i (i zL1d (i
0 £8TN @ @ | | @ TLTd
o) | ) ) 6971 ) |
m mmS m m | | m mmS
291S
- oot - - - o
) 63T o) e) [ | o) 6510
: I : = = i
= 99Td = = 9qTL 95Td
< GSTL = SSTL &= [ | Wm SSTL 1
| 1 | | 01 Nms |
.. zs1a .- z31a .. .- 231a 28zl
1 — el ] 28zt Rl ] e8e1 — gvIb 1 Rl 1 ]
< .. 15T | | <@ .. 1571 | | <@ 1571 <@ . 1911 2021
z8T1 = on 9%T0 9.LTA = —~ 1021 = [} 9%T0 28e1 = + 9%10 | 9uen
] 2 <t mms 2 < 1 2 < ] S < mms
Wias 1121
1 s) m 192N i) m ) m 1 ) m 192N
192N = = I = < = = 192N = = I
| 99za ° O $9zd ° O ° O | 99ga ® O $9zd

26%

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

70%

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

Chain Au:



Full wwPDB X-ray Structure Validation Report 4V46

Page 28

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

€823
28C1

LLT1
9.2ZA

L9CZN

¥92d

25%

70%

Chain Av:

1921
6%2H
9¥Ck

S¥20
{4443

(4748
Tved
(izae
6€TL
8€CH

9€TH
GETN

TeTH
0€Td

1121
0TCH

80ZN
Logy

S02L
0Ty
£02a

T0TA
0021

8610
€8TN
6911

2918

6STD

99Td
GSTL

zs1a

LyTT
9¥%10

1

28C1

L.TL

L

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

L9TN

¥92d

24%

70%

Chain Aw:

1921
6¥%2H
iZa8

4]
v¥es

{4448

6€TL
8€TH

SETN

Tecy
0€Td

1121
0TCH

80CH
0TV

S02L
i e
£02a

T0CK
0021

8610
€8TN
cLTd
6911

2918

6STh

9§Td
GSTL

1

€318
Ts1a

LyTT
9¥%10

28¢1

LLTL

+

L9TN

e Molecule 1: Tumor necrosis factor ligand superfamily member 13B

¥92d

24%

70%

Chain Ax:

1

28¢1

LLTL

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

S.za

L9TN

v92d

13%

60%

8%

30%

Chain BA:

© o — o
[ @ ]
- > = =

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

12d

11%

60%

10%

30%

Chain BB:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 29 Full wwPDB X-ray Structure Validation Report 4V46

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

P21

N i<
o N
<< =l

V29
H31
L38

11%
. h
Chain BC: 30% 10% 60%

[ X ) [ ] e o oo
- o o ‘-<+oo
o N N N®m ]
_ﬂ-‘ﬂl-—l>l= »—1_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

30%
Chain BD: 30% 10% 60%

N @ O -~ el
o A 2] ]
<< - = = =

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

P21

17%
Chain BE: 30% 10% 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

16%
Chain BF: 30% 10% 60%

o0 o o0 o oo
= © O o ®
o N N N® o L]
_ﬂ-'t A>I=rq_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

11%
Chain BG: 27% 13% 60%
o

() (] (X )
= © oo — Wlw
o N a N faz} o
a < Asm|E A3

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

T17
P18

22%
Chain BH: 27% 13% 60%

° 000 0 o060 oo
= NI DO o) ®
INRST S R N ) ] ]
A<EO g5 Em o a



Page 30 Full wwPDB X-ray Structure Validation Report 4V46

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
16%
. e
Chain BI: 30% 10% 60%

o oo [ ] o0 o o oo
- o O o @
IS N N® o L]
_ﬂ-¢ld>l=H>—l_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

16%
. e
Chain BJ: 30% 10% 60%

o e () o0 o o0 oo
= O RO~ <3
o N a N ] 2]
o< > | =

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

11%

. h
Chain BK: 30% 10% 60%
[ X ] [ X J 00
A <t - > k== (=]

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
30%
. L g
Chain BL: 29% 11% 60%

[ ]
0 N @0 O - ol
— N o N o0 ™
a < RN |

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

P21

17%
Chain BM: 30% 10% 60%

00060 O o e o o000
- Q0O o ©
o ISRl ) 2]

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

A22

14%
aln . 30% 10% 60%
Chain BN

[ X ) [ ] e o [ X )
= @© ‘—c+eo
NS N N @ o @
_Q‘Q:l._1>l:l= b_l_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

13%
Chain BO: 27% 13% 60%




Page 31 Full wwPDB X-ray Structure Validation Report 4V46
o0 o

o @
0 N -~ © o
o N (O-(O &
O slEE A A

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

P21
A22

29%
Chain BP: 24% 16% 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

o) o
N A
I l >I - IH

T17
P18
P21
A22
128
P41

14%
Chain BQ: 30% 10% 60%

(] [ ]
= @
NS N
-&<l»—1>l ' _

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
13%
Chain BR: 30% 10% 60%
[N X X ]

—
bl L
a

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

V29
H31

10%
Chain BS: 27% 13% 60%

— NN o o
NN Ay & <
A< Aas B oA

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

13%
Chain BT: 30% 10% 60%

o0 o [ ] ° [ X )
= ® DO o ®
NS N Q@ o «
A < > el =

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

11%
Chain BU: 29% 11% 60%

(X )
—- N — o o -
o N o o <+ ¢
o< = e e A




Page 32 Full wwPDB X-ray Structure Validation Report 4V46

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
14%
. | S
Chain BV: 27% 13% 60%

e o o
~ — NN o i oo}
— NN AN @n )
[3N-Y A< Aas e )

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

11%
Chain BW: 30% 10% 60%

oo (] ° [ XN )
= © o ‘-<+uo
INES] ISRl ) 2]

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

14%
. e
Chain BX: 27% 13% 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
19%
Chain BY: 25% 14% 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
25%
. =W
Chain BZ: 29% 11% 60%

o0 o
© = o O o ®
= NS NN @ o 22}
_ILI@ <:ld >I=->—1_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
21%
. ...
Chain BO: 30% 10% 60%

— oo
o N 3]
A< =

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

V29

10%
Chain B1: 27% 13% 60%




Page 33 Full wwPDB X-ray Structure Validation Report 4V46

T17

00 ~
= N
[ A

A22
V29
H31
L38

[ ] o @
e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

10%

Chain B2: 30% 10% 60%
[ X ] [ ] [ ] [ ] [ ]
A<t - > == -

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
32%
Chain B3: 25% 14% 60%

00
=
o

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

@ — ol
[ ] ]
- > = =

T17
P21

]
o
<

E23

16%
Chain B4: 27% 13% 60%

00
=
o

e o [ X )
@ 0 - oo}
o N 2] [}
RN R ]

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

24%
. ..
Chain Bb5: 29% 11% 60%

e 060 o0 oo
(SR © O o @
ISR NN @ o L]
_>ﬂ-¢'~—1>l=.»—1_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

8%

Chain B6: 30% 10% 60%
[ X ] [ ] o0
A <t - > k== =]

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
21%
. .
Chain B7: 30% 10% 60%




Page 34 Full wwPDB X-ray Structure Validation Report

4V46

(X )
- N @® o
NS IS
o< a =

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

19%
Chain BS: 32% 8% 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

P21

] ©
o N
<< =)

H31

14%
Chain B9: 29% 11% 60%
[ ) [ ) o000

e

~ - © oo
bl o a AN o0
2 A PR

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

A22
L38

14%

. e
Chain Ba: 30% 10% 60%
[ X ] [ X ] [ ) [ X J o0

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
29%
Chain Bb: 30% 10% 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

11%
. h
Chain Be: 30% 10% 60%

LX) (] oo
@©
[

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

P21
A22
V29
H31
L38

14%
Chain Bd: 27% 13% 60%

[ ] e o o oo
N~ © = © ‘—c+co
= = NS NN @ o @
_l-‘ﬂalﬁh<l-—1>l= b_l_

N @ -~ el
o a A ] ]
“l'—l >I=‘=-'-"_



Page 35 Full wwPDB X-ray Structure Validation Report 4V46

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
8%
Chain Be: 30% 10% 60%
[ X X ]

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

P21
A22
128
V29
H31
138

16%
Chain Bf: 30% 10% 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

27%
. I —
Chain Bg: 24% 14% - 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

°
® 0O @ o
= = AN a
[SRSE-- e -

T17

16%
Chain Bh: 27% 13% 60%
[ X N ]

o
o Mll— o @
= NN a
[NV A=

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

T17

11%
Chain Bi: 27% 13% 60%

(]
— N 0 O oo o
INES] NN Mo F
A< A EE dElE A

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

27%
Chain Bj: 30% 10% 60%

=N © 0
o N oo
A < = >



Page 36 Full wwPDB X-ray Structure Validation Report

4V46

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
21%
. e
Chain Bk: 30% 10% 60%

[ X )
- o O o @
IS N Q@ o ]
o< A > el =

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
11%
Chain BI: 30% 10% 60%
L )

oo ° LX)
- © o ‘-<+uo
o ISRl ) 2]

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

A22

14%
. e
Chain Bm: 30% 10% 60%

(X ) [ ] e O o000
= o ‘—<+oo
o N NN @ o L]
_D“tld>l:l= b_]_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
13%
Chain Bn: 30% 10% 60%

o o o o o0 oo
- o DO ®
INES] ISRl ) 2]

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

16%
. e
Chain Bo: 30% 10% 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
30%
Chain Bp: 30% 10% 60%

= © 0 - ©
o N A ® ]
A< - > =) —

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

17%
Chain Bq: 27% 13% 60%




Page 37 Full wwPDB X-ray Structure Validation Report 4V46
L ) [ X J

(X ) o0 o o
— o OO o ® oo o
I NN @ o 00 &
_ll l—1>l=ﬂH-‘Il—‘ﬂ<_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

A22

16%
Chain Br: 30% 10% 60%

o0 o
- @ ©
IS N -m
o< - =

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

V29
H31

22%
Chain Bs: 30% 10% 60%

(X ] ® 00000 o000
q L= ®
(3] aN® 0 ]
< R =]

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

P21

14%
. e
Chain Bt: 29% 11% 60%

o0 [ ] e o060 o oo

~ = o DO o ®

— o N NN @ ¢}
_Hrﬁ-¢ld>l=*>—l_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

11%
Chain Bu: 30% 10% 60%

LX) e O o oo
- @
« @
_ = '-‘_

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C

o
8§™g
<< =

V29

16%
. | ...
Chain Bv: 27% 13% 60%

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
24%
Chain Bw: 30% 10% 60%

0 0060 o060 o0
- ®
« 2]

~ 0
o 3]
A =

A22
V29



Page 38 Full wwPDB X-ray Structure Validation Report

4V46

e Molecule 2: Tumor necrosis factor receptor superfamily member 13C
22%
. e
Chain Bx: 24% 16% 60%

e 060 oo
N~ © - o O ® 3O
- o IS N Q@ o 00§
oo o< A > el e e oA



Page 39 Full wwPDB X-ray Structure Validation Report 4V46

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 175.50A 194.80A 274.40A .
Depositor
a, b, c, a, B, 90.00° 93.30° 90.00°
. 19.95 - 3.30 Depositor
Resolution (4) 19.95 — 3.30 EDS
% Data completeness 93.4 (19.95-3.30) Depositor
(in resolution range) 93.0 (19.95-3.30) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.99 (at 3.29A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.218 , 0.226 Depositor
) Thfree 0.204 , 0.210 DCC
Rree test set 13532 reflections (4.90%) wwPDB-VP
Wilson B-factor (A?) 54.3 Xtriage
Anisotropy 0.374 Xtriage
Bulk solvent ke (e/A3), B,y (A?) 0.31, 33.6 EDS
L-test for twinning? <I|L| > =049, < L?> =032 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.91 EDS
Total number of atoms 79720 wwPDB-VP
Average B, all atoms (A?) 45.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.39% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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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:
MG

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 | prigy7 1 47155 | RMSZ #4|Z| >5
1 A0 0.59 0/1165 0.89 0/1574
1 Al 0.61 0/1165 0.91 0/1574
1 A2 0.59 0/1165 0.90 0/1574
1 A3 0.67 0/1165 0.90 0/1574
1 A4 0.55 0/1165 0.90 0/1574
1 Ab 0.64 0/1165 0.90 0/1574
1 A6 0.57 0/1165 0.90 0/1574
1 A7 0.63 0/1165 0.90 0/1574
1 A8 0.58 0/1165 0.89 0/1574
1 A9 0.63 0/1165 0.90 0/1574
1 AA 0.54 0/1165 0.90 0/1574
1 AB 0.59 0/1165 0.91 0/1574
1 AC 0.53 0/1165 0.90 0/1574
1 AD 0.70 0/1165 0.89 0/1574
1 AE 0.55 0/1165 0.89 0/1574
1 AF 0.65 0/1165 0.88 0/1574
1 AG 0.54 0/1165 0.89 0/1574
1 AH 0.59 0/1165 0.90 0/1574
1 Al 0.54 0/1165 0.90 1/1574 (0.1%)
1 AlJ 0.70 0/1165 0.90 0/1574
1 AK 0.54 0/1165 0.90 0/1574
1 AL 0.66 0/1165 0.89 0/1574
1 AM 0.54 0/1165 0.90 1/1574 (0.1%)
1 AN 0.60 0/1165 0.89 0/1574
1 AO 0.54 0/1165 0.90 0/1574
1 AP 0.70 0/1165 0.89 0/1574
1 AQ 0.55 0/1165 0.90 0/1574
1 AR 0.64 0/1165 0.90 0/1574
1 AS 0.52 0/1165 0.89 0/1574
1 AT 0.63 0/1165 0.90 0/1574
1 AU 0.58 0/1165 0.90 1/1574 (0.1%)
1 AV 0.61 0/1165 0.90 0/1574
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 47| >5 RMSZ 42| >5
1 | AW | 056 0/1165 0.90 | 1/1574 (0.1%)
1 AX | 0.62 0/1165 0.91 0/1574
1 AY | 0.6 0/1165 0.90 0/1574
1 AZ | 0.64 0/1165 0.89 0/1574
1 Aa | 055 0/1165 0.90 0/1574
1 Ab | 0.64 0/1165 0.89 0/1574
1 Ac | 053 0/1165 0.89 0/1574
1 Ad | 0.69 0/1165 0.90 0/1574
1 Ae | 056 0/1165 0.89 0/1574
1 Af | 0.56 0/1165 0.89 0/1574
1 Ag | 058 0/1165 0.89 0/1574
1 Ah | 065 0/1165 0.89 0/1574
1 Al | 053 0/1165 0.90 0/1574
1 Aj 0.63 0/1165 0.89 0/1574
1 Ak | 056 0/1165 0.89 0/1574
1 Al | 055 0/1165 0.89 0/1574
1 | Am | 057 0/1165 0.89 0/1574
1 An | 0.66 0/1165 0.89 0/1574
1 Ao | 054 0/1165 0.90 0/1574
1 Ap | 071 0/1165 0.89 0/1574
1 Aq | 0.56 0/1165 0.91 0/1574
1 Ar | 056 0/1165 0.90 0/1574
1 As | 0.58 0/1165 0.90 0/1574
1 At | 0.67 0/1165 0.90 0/1574
1 Au | 058 0/1165 0.89 0/1574
1 Av | 061 0/1165 0.90 0/1574
1 Aw | 0.65 0/1165 0.90 0/1574
1 Ax | 063 0/1165 0.90 0/1574
2 BO | 0.61 0/189 0.82 0,259
2 BI | 0.62 0/189 0.84 0,259
2 B2 | 0.59 0/189 0.83 0,259
2 B3 | 0.64 0,/189 0.83 0,259
2 B4 | 0.56 0/189 0.82 0/259
2 B5 | 0.67 0/189 0.85 0,259
2 B6 | 0.56 0/189 0.81 0,259
2 B7 | 0.61 0/189 0.82 0,259
2 BS | 0.64 0/189 0.82 0,259
2 B9 | 0.60 0,189 0.83 0,259
2 BA | 081 | 1/189 (05%) | 0.83 0,259
2 BB | 0.59 0,/189 0.81 0/259
2 BC | 0.62 0/189 0.83 0,259
2 BD | 0.68 0/189 0.85 0,259
2 BE | 0.60 0/189 0.84 0,259
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 47| >5 RMSZ 42| >5

2 BF 0.63 0/189 0.83 0/259
2 BG 0.57 0/189 0.82 0/259
2 BH 0.66 0/189 0.83 0/259
2 BI 0.59 0/189 0.84 0/259
2 BJ 0.69 0/189 0.84 0/259
2 BK 0.60 0/189 0.82 0/259
2 BL 0.69 0/189 0.84 0/259
2 BM 0.59 0/189 0.83 0/259
2 BN 0.55 0/189 0.83 0/259
2 BO 0.56 0/189 0.82 0/259
2 BP 0.66 0/189 0.84 0/259
2 BQ 0.62 0/189 0.83 0/259
2 BR 0.63 0/189 0.84 0/259
2 BS 0.57 0/189 0.83 0/259
2 BT 0.63 0/189 0.82 0/259
2 BU 0.58 0/189 0.84 0/259
2 BV 0.63 0/189 0.83 0/259
2 BW 0.62 0/189 0.85 0/259
2 BX 0.63 0/189 0.84 0/259
2 BY 0.67 0/189 0.89 0/259
2 BZ 0.64 0/189 0.83 0/259
2 Ba 0.60 0/189 0.81 0/259
2 Bb 0.64 0/189 0.85 0/259
2 Bce 0.58 0/189 0.82 0/259
2 Bd 0.63 0/189 0.84 0/259
2 Be 0.59 0/189 0.82 0/259
2 Bf 0.61 0/189 0.84 0/259
2 Bg 0.86 1/189 (0.5%) 0.90 0/259
2 Bh 0.63 0/189 0.84 0/259
2 Bi 0.59 0/189 0.83 0/259
2 Bj 0.68 0/189 0.82 0/259
2 Bk 0.63 0/189 0.83 0/259
2 BI 0.60 0/189 0.83 0/259
2 Bm 0.60 0/189 0.83 0/259
2 Bn 0.62 0/189 0.83 0/259
2 Bo 0.64 0/189 0.84 0/259
2 Bp 0.71 0/189 0.84 0/259
2 Bq 0.59 0/189 0.84 0/259
2 Br 0.58 0/189 0.82 0/259
2 Bs 0.69 0/189 0.84 0/259
2 Bt 0.66 0/189 0.82 0/259
2 Bu 0.60 0/189 0.83 0/259
2 Bv 0.62 0/189 0.83 0/259
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 47| >5 RMSZ 42| >5
2 Bw | 0.66 0/189 0.82 0,259
2 Bx | 0.65 0/189 0.85 0,259
All | Al | 0.60 |2/81240 (0.0%) | 0.89 | 4/109930 (0.0%)

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 BA 22 | ALA | CA-CB | -747 1.42 1.53
2 Bg 21 PRO | CA-CB | -7.02 1.43 1.53

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°®) | Ideal(?)
1 AM 244 | SER | N-CA-C | -5.24 102.77 110.52
1 AW 274 | GLY | N-CA-C | 5.20 120.17 114.40
1 Al 244 | SER | N-CA-C | -5.10 102.97 110.52
1 AU 274 | GLY | N-CA-C | 5.04 120.00 114.40

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 A0 1143 0 1145 40 0
1 Al 1143 0 1145 40 0
1 A2 1143 0 1145 38 0
1 A3 1143 0 1145 39 0
1 A4 1143 0 1145 38 0
1 Ab 1143 0 1145 41 0
1 A6 1143 0 1145 39 0
1 A7 1143 0 1145 41 0
1 A8 1143 0 1145 35 0
1 A9 1143 0 1145 37 0
1 AA 1143 0 1145 39 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AB 1143 0 1145 41 0
1 AC 1143 0 1145 40 0
1 AD 1143 0 1145 40 0
1 AE 1143 0 1145 36 0
1 AF 1143 0 1145 36 0
1 AG 1143 0 1145 37 0
1 AH 1143 0 1145 35 0
1 Al 1143 0 1145 37 0
1 AlJ 1143 0 1145 37 0
1 AK 1143 0 1145 38 0
1 AL 1143 0 1145 37 0
1 AM 1143 0 1145 40 0
1 AN 1143 0 1145 38 0
1 AO 1143 0 1145 38 0
1 AP 1143 0 1145 33 0
1 AQ 1143 0 1145 35 0
1 AR 1143 0 1145 36 0
1 AS 1143 0 1145 36 0
1 AT 1143 0 1145 35 0
1 AU 1143 0 1145 37 0
1 AV 1143 0 1145 43 0
1 AW 1143 0 1145 38 0
1 AX 1143 0 1145 39 0
1 AY 1143 0 1145 37 0
1 AZ 1143 0 1145 36 0
1 Aa 1143 0 1145 38 0
1 Ab 1143 0 1145 35 0
1 Ac 1143 0 1145 39 0
1 Ad 1143 0 1145 33 0
1 Ae 1143 0 1145 39 0
1 Af 1143 0 1145 39 0
1 Ag 1143 0 1145 42 0
1 Ah 1143 0 1145 42 0
1 Ai 1143 0 1145 42 0
1 Aj 1143 0 1145 31 0
1 Ak 1143 0 1145 37 0
1 Al 1143 0 1145 41 0
1 Am 1143 0 1145 39 0
1 An 1143 0 1145 36 0
1 Ao 1143 0 1145 41 0
1 Ap 1143 0 1145 36 0
1 Aq | 1143 0 1145 38 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 Ar 1143 0 1145 39 0
1 As 1143 0 1145 36 0
1 At 1143 0 1145 40 0
1 Au 1143 0 1145 38 0
1 Av 1143 0 1145 39 0
1 Aw 1143 0 1145 39 0
1 Ax 1143 0 1145 38 0
2 BO 185 0 186 4 0
2 B1 185 0 186 10 0
2 B2 185 0 186 4 0
2 B3 185 0 186 6 1
2 B4 185 0 186 8 0
2 Bb5 185 0 186 4 1
2 B6 185 0 186 4 0
2 B7 185 0 186 5 0
2 B8 185 0 186 3 0
2 B9 185 0 186 5 0
2 BA 185 0 186 4 0
2 BB 185 0 186 4 0
2 BC 185 0 186 4 0
2 BD 185 0 186 4 0
2 BE 185 0 186 4 0
2 BF 185 0 186 4 0
2 BG 185 0 186 8 0
2 BH 185 0 186 5 0
2 BI 185 0 186 4 0
2 BJ 185 0 186 4 0
2 BK 185 0 186 4 0
2 BL 185 0 186 5 0
2 BM 185 0 186 4 0
2 BN 185 0 186 4 0
2 BO 185 0 186 5 0
2 BP 185 0 186 9 0
2 BQ 185 0 186 4 0
2 BR 185 0 186 4 0
2 BS 185 0 186 6 0
2 BT 185 0 186 4 0
2 BU 185 0 186 4 0
2 BV 185 0 186 11 0
2 BW 185 0 186 4 0
2 BX 185 0 186 8 0
2 BY 185 0 186 4 4
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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 14.

All (2215) 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)
1:Ae:242:ASN:H 1:Aq:235:ASN:HD21 1.03 1.03
1:A1:235:ASN:HD21 1:Ar:242:ASN:H 1.08 1.01
1:Aa:242:ASN:H 1:Am:235:ASN:HD21 1.04 1.00
1:As:235:ASN:HD21 1:Au:242:ASN:H 1.08 0.99
1:AJ:235:ASN:HD21 1:AP:242:ASN:H 1.07 0.99
1:AB:242:ASN:H 1:AN:235:ASN:HD21 1.00 0.99
1:AS:242:ASN:H 1:A4:235:ASN:HD21 1.00 0.99
1:AC:242:ASN:H 1:A0:235:ASN:HD21 1.06 0.99
1:Ab:235:ASN:HD21 1:Ah:242:ASN:H 1.02 0.99
1:AV:242:ASN:H 1:A7:235:ASN:HD21 1.08 0.98
1:Ac:235:ASN:HD21 1:Ai:242:ASN:H 1.02 0.98
1:AG:235:ASN:HD21 1:AM:242:ASN:H 1.04 0.98
1:Aj:235:ASN:HD21 1:Ap:242:ASN:H 1.08 0.98
1:AL:235:ASN:HD21 1:AR:242:ASN:H 1.06 0.97
1:A2:235:ASN:HD21 1:A8:242:ASN:H 1.03 0.97
1:A1:235:ASN:HD21 1:A7:242:ASN:H 1.03 0.97
1:AH:235:ASN:HD21 1:AN:242:ASN:H 1.07 0.97
1:Au:235:ASN:HD21 1:Av:242:ASN:H 1.05 0.96
1:Ab:242:ASN:H 1:An:235:ASN:HD21 1.01 0.96
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:Ah:235:ASN:HD21 1:An:242:ASN:H 1.11 0.96
1:Aa:235:ASN:HD21 1:Ag:242:ASN:H 1.02 0.95
1:Ad:242: ASN:H 1:Ap:235:ASN:HD21 1.12 0.95
1:AU:242:ASN:H 1:A6:235:ASN:HD21 1.05 0.95
1:AX:242:ASN:H 1:A9:235:ASN:HD21 0.96 0.95
1:A0:235:ASN:ND2 1:A6:242:ASN:H 1.65 0.95
1:AE:235:ASN:HD21 1:AK:242:ASN:H 1.05 0.95
1:AE:242:ASN:H 1:AQ:235:ASN:HD21 1.01 0.95
1:As:242:ASN:H 1:Av:235:ASN:HD21 1.13 0.94
1:AC:235:ASN:HD21 1:Al:242: ASN:H 0.97 0.94
1:AW:242:ASN:H 1:A&:235:ASN:HD21 0.96 0.94
1:AF:235:ASN:HD21 1:AL:242:ASN:H 1.04 0.94
1:AK:235:ASN:HD21 1:AQ:242:ASN:H 1.04 0.94
1:AV:235:ASN:HD21 1:A1:242:ASN:H 1.11 0.94
1:AA:235:ASN:HD21 1:AG:242:ASN:H 1.02 0.93
1:Ag:235:ASN:HD21 1:Am:242:ASN:H 0.96 0.93
1:AA:242:ASN:H 1:AM:235:ASN:HD21 1.06 0.93
1:AB:235:ASN:HD21 1:AH:242:ASN:H 0.99 0.93
1:AF:242:ASN:H 1:AR:235:ASN:HD21 1.07 0.93
1:A1:235:ASN:HD21 1:A0:242:ASN:H 1.00 0.93
1:AU:235:ASN:ND2 1:A0:242:ASN:H 1.66 0.93
1:Ae:235:ASN:HD21 1:Ak:242:ASN:H 1.02 0.93
1:AY:235:ASN:HD21 1:A4:242:ASN:H 1.07 0.93
1:Af:235:ASN:HD21 1:Al:242: ASN:H 0.99 0.93
1:AG:208:MET:SD 1:AG:265:ARG:HD2 2.09 0.93
1:Af:242:ASN:H 1:Ar:235:ASN:ND2 1.67 0.93
1:At:235:ASN:HD21 1:Aw:242:ASN:H 0.94 0.93
1:AE:208:MET:SD 1:AE:265:ARG:HD2 2.09 0.92
1:Af:242:ASN:H 1:Ar:235:ASN:HD21 0.97 0.92
1:AF:208:MET:SD 1:AF:265:ARG:HD2 2.09 0.92
1:AK:208:MET:SD 1:AK:265:ARG:HD2 2.09 0.92
1:AT:235:ASN:HD21 1:AZ:242:ASN:H 0.99 0.92
1:AS:235:ASN:HD21 1:AY:242:ASN:H 1.08 0.92
1:At:235:ASN:ND2 1:Aw:242:ASN:H 1.65 0.92
1:Ak:235:ASN:HD21 1:Aq:242:ASN:H 0.97 0.92
1:Aw:235:ASN:HD21 1:Ax:242:ASN:H 1.03 0.92
1:AD:235:ASN:HD21 1:AJ:242:ASN:H 1.10 0.92
1:AT:265:ARG:HH11 | 1:AT:265:ARG:HG2 1.35 0.92
1:A3:235:ASN:HD21 1:A9:242:ASN:H 1.08 0.92
1:Ad:235:ASN:HD21 1:Aj:242:ASN:H 1.10 0.92
1:AS:208:MET:SD 1:AS:265:ARG:HD2 2.10 0.92
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A1:208:MET:SD 1:A1:265:ARG:HD2 2.09 0.92
1:AA:208:MET:SD 1:AA:265:ARG:HD2 2.09 0.91
1:A7Z:235:ASN:HD21 1:A5:242:ASN:H 1.11 0.91
1:A2:208:MET:SD 1:A2:265:ARG:HD2 2.10 0.91
1:At:242:ASN:H 1:Ax:235:ASN:HD21 1.09 0.91
1:Ag:208:MET:SD 1:Ag:265:ARG:HD2 2.10 0.91
1:Ac:242:ASN:H 1:A0:235:ASN:HD21 0.99 0.91
1:AQ:208:MET:SD 1:AQ:265:ARG:HD2 2.11 0.91
1:AT:242:ASN:H 1:A5:235:ASN:HD21 1.09 0.91
1:Al:235:ASN:HD21 1:A0:242:ASN:H 1.04 0.91
1:AU:235:ASN:HD21 1:A0:242:ASN:H 0.95 0.90
1:AT:235:ASN:ND2 1:AZ:242:ASN:H 1.70 0.90
1:AX:242:ASN:H 1:A9:235:ASN:ND2 1.69 0.90
1:AW:235:ASN:HD21 1:A2:242:ASN:H 1.01 0.90
1:Ai:208: MET:SD 1:A1:265:ARG:HD2 2.11 0.90
1:At:208:MET:SD 1:At:265:ARG:HD2 2.12 0.90
1:AW:242:ASN:H 1:AR:235:ASN:ND2 1.68 0.90
1:AV:265:ARG:HG2 | 1:AV:265:ARG:HH11 1.37 0.90
1:AC:235:ASN:ND2 1:AI:242:ASN:H 1.70 0.89
1:AC:208:MET:SD 1:AC:265:ARG:HD2 2.11 0.89
1:AX:235:ASN:HD21 1:A3:242:ASN:H 1.09 0.89
1:A4:208:MET:SD 1:A4:265:ARG:HD2 2.11 0.89
1:Aa:235:ASN:ND2 1:Ag:242: ASN:H 1.70 0.89
1:Ab:208:MET:SD 1:Ab:265:ARG:HD2 2.12 0.89
1:AB:242:ASN:H 1:AN:235:ASN:ND2 1.71 0.89
1:A7:265:ARG:HG2 1:A7:265:ARG:HH11 1.35 0.89
1:AB:235:ASN:ND2 1:AH:242:ASN:H 1.69 0.89
1:A0:235:ASN:HD21 1:A6:242:ASN:H 0.92 0.89
1:A0:208:MET:SD 1:A0:265:ARG:HD2 2.12 0.89
1:Al:208:MET:SD 1:Al:265:ARG:HD2 2.12 0.89
1:Ag:235:ASN:ND2 1:Am:242:ASN:H 1.69 0.88
1:A3:208:MET:SD 1:A3:265:ARG:HD2 2.13 0.88
1:Ap:208:MET:SD 1:Ap:265:ARG:HD2 2.13 0.88
1:AB:208:MET:SD 1:AB:265:ARG:HD2 2.14 0.88
1:AX:208:MET:SD 1:AX:265:ARG:HD2 2.14 0.88
1:A9:208:MET:SD 1:A9:265:ARG:HD2 2.14 0.88
1:AT:208:MET:SD 1:AT:265:ARG:HD2 2.13 0.88
1:AF:265:ARG:HH11 | 1:AF:265:ARG:HG2 1.38 0.88
1:AS:242:ASN:H 1:A4:235:ASN:ND2 1.71 0.88
1:AO:208:MET:SD 1:A0:265:ARG:HD2 2.14 0.88
1:AZ:208:MET:SD 1:A7:265:ARG:HD2 2.14 0.88
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:As:265:ARG:HG2 1:As:265:ARG:HH11 1.38 0.88
1:Ai:235:ASN:ND2 1:A0:242:ASN:H 1.72 0.88
1:AW:235:ASN:ND2 1:A2:242:ASN:H 1.71 0.87
1:Aw:265:ARG:HG2 | 1:Aw:265:ARG:HH11 1.39 0.87
2:BV:17:THR:HG22 2:Bg:18:PRO:CD 2.04 0.87
1:Aa:208:MET:SD 1:Aa:265:ARG:HD2 2.14 0.87
1:Ak:235:ASN:ND2 1:Aq:242:ASN:H 1.72 0.87
1:AM:208:MET:SD 1:AM:265:ARG:HD2 2.14 0.87
1:Ag:265:ARG:HG2 | 1:Ag:265:ARG:HH11 1.38 0.87
1:A6:208:MET:SD 1:A6:265:ARG:HD2 2.13 0.87
1:Ah:265:ARG:HG2 1:Ah:265:ARG:HH11 1.39 0.87
1:AD:242:ASN:H 1:AP:235:ASN:HD21 1.13 0.87
1:Ad:208:MET:SD 1:Ad:265:ARG:HD2 2.14 0.87
1:Am:208:MET:SD 1:Am:265:ARG:HD2 2.14 0.87
1:Ar:208:MET:SD 1:Ar:265:ARG:HD2 2.15 0.87
1:A0:208:MET:SD 1:A0:265:ARG:HD2 2.15 0.87
1:Au:208:MET:SD 1:Au:265:ARG:HD2 2.15 0.87
1:AU:208:MET:SD 1:AU:265:ARG:HD2 2.14 0.86
1:Ae:235:ASN:ND2 1:Ak:242:ASN:H 1.73 0.86
1:An:265:ARG:HG2 1:An:265:ARG:HH11 1.40 0.86
1:Ab:242:ASN:H 1:An:235:ASN:ND2 1.72 0.86
1:Aq:208:MET:SD 1:Aq:265:ARG:HD2 2.15 0.86
1:AL:208:-MET:SD 1:AL:265:ARG:HD2 2.15 0.86
1:AN:208: MET:SD 1:AN:265:ARG:HD2 2.15 0.86
1:A0:235:ASN:HD21 1:A6:242: ASN:N 1.73 0.86
1:Ah:208:MET:SD 1:Ah:265:ARG:HD2 2.16 0.86
1:Ak:208:MET:SD 1:Ak:265:ARG:HD2 2.16 0.86
1:AD:265:ARG:HG2 | 1:AD:265:ARG:HH11 1.39 0.86
1:AW:208:MET:SD 1:AW:265:ARG:HD?2 2.15 0.86
1:A2:235:ASN:ND2 1:A8:242:ASN:H 1.73 0.86
1:Ab:265:ARG:HH11 1:Ab:265:ARG:HG2 1.41 0.86
1:AQ:265:ARG:HG2 | 1:AQ:265:ARG:HH11 1.41 0.86
1:AH:208:MET:SD 1:AH:265:ARG:HD2 2.16 0.86
1:Ad:265:ARG:HG2 1:Ad:265:ARG:HH11 1.38 0.86
1:AR:265:ARG:HG2 | 1:AR:265:ARG:HH11 1.40 0.86
1:A3:265:ARG:HG2 1:A3:265:ARG:HH11 1.40 0.86
1:Ac:242:ASN:H 1:A0:235:ASN:ND2 1.72 0.86
1:Ae:242:ASN:H 1:Aq:235:ASN:ND2 1.71 0.86
1:AE:242:ASN:H 1:AQ:235:ASN:ND2 1.73 0.85
1:AP:265:ARG:HG2 | 1:AP:265:ARG:HH11 1.40 0.85
1:A5:208:MET:SD 1:A5:265:ARG:HD2 2.16 0.85
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:Af:235:ASN:ND2 1:Al:242:ASN:H 1.73 0.85
1:Aj:208:MET:SD 1:Aj:265:ARG:HD2 2.15 0.85
1:Aj:265:ARG:HG2 1:Aj:265:ARG:HH11 1.40 0.85
1:AA:265:ARG:HG2 | 1:AA:265:ARG:HH11 1.42 0.85
1:A8:208:MET:SD 1:A8:265:ARG:HD2 2.16 0.85
1:AB:265:ARG:HG2 | 1:AB:265:ARG:HH11 1.40 0.85
1:AP:208:MET:SD 1:AP:265:ARG:HD2 2.17 0.85
1:Ak:265:ARG:HG2 1:Ak:265:ARG:HH11 1.38 0.85
1:AJ:208:MET:SD 1:AJ:265:ARG:HD2 2.16 0.85
1:A2:265:ARG:HG2 1:A2:265:ARG:HH11 1.41 0.85
1:AA:235:ASN:ND2 1:AG:242:ASN:H 1.75 0.85
1:Aa:265:ARG:HG2 1:Aa:265:ARG:HH11 1.38 0.85
1:Ab:235:ASN:ND2 1:Ah:242:ASN:H 1.72 0.85
1:Ae:208:MET:SD 1:Ae:265:ARG:HD2 2.17 0.85
1:AI:208:MET:SD 1:AI:265:ARG:HD2 2.17 0.85
1:Av:208:MET:SD 1:Av:265:ARG:HD2 2.17 0.85
1:As:208:MET:SD 1:As:265:ARG:HD2 2.17 0.85
1:AZ:265:ARG:HG2 | 1:AZ:265:ARG:HH11 1.41 0.84
1:Aa:242:ASN:H 1:Am:235:ASN:ND2 1.75 0.84
1:Ap:265:ARG:HH11 | 1:Ap:265:ARG:HG2 1.39 0.84
1:AD:208:MET:SD 1:AD:265:ARG:HD2 2.16 0.84
1:Ac:208:MET:SD 1:Ac:265:ARG:HD2 2.16 0.84
1:Ax:208:MET:SD 1:Ax:265:ARG:HD2 2.17 0.84
1:AE:265:ARG:HG2 | 1:AE:265:ARG:HH11 1.42 0.84
1:AH:265:ARG:HG2 | 1:AH:265:ARG:HH11 1.42 0.84
1:An:208:MET:SD 1:An:265:ARG:HD2 2.18 0.84
1:Au:235:ASN:ND2 1:Av:242:ASN:H 1.76 0.84
1:Ae:265:ARG:HG2 1:Ae:265:ARG:HH11 1.43 0.84
1:AA:242:ASN:H 1:AM:235:ASN:ND2 1.76 0.84
1:AV:208:MET:SD 1:AV:265:ARG:HD2 2.17 0.84
1:A7:208:MET:SD 1:A7:265:ARG:HD2 2.18 0.84
1:AU:235:ASN:HD21 1:A0:242:ASN:N 1.76 0.84
1:Ac:235:ASN:ND2 1:A1:242:ASN:H 1.76 0.84
1:Af:208:MET:SD 1:Af:265:ARG:HD2 2.17 0.84
2:BV:17:THR:HG22 2:Bg:18:PRO:HD3 1.59 0.84
1:AF:235:ASN:ND2 1:AL:242:ASN:H 1.75 0.83
1:AC:242:ASN:H 1:A0:235:ASN:ND2 1.76 0.83
1:A0:265:ARG:HG2 1:A0:265:ARG:HH11 1.43 0.83
1:AY:208:MET:SD 1:AY:265:ARG:HD2 2.18 0.83
1:AN:265:ARG:HG2 | 1:AN:265:ARG:HH11 1.43 0.83
1:A5:265:ARG:HG2 1:A5:265:ARG:HH11 1.43 0.83
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A1:265:ARG:HG2 1:A1:265:ARG:HH11 1.43 0.83
1:Ar:265:ARG:HG2 1:Ar:265:ARG:HH11 1.44 0.83
1:AU:242:ASN:H 1:A6:235:ASN:ND2 1.77 0.83
1:Ai:265:ARG:HG2 1:Ai:265:ARG:HH11 1.42 0.82
1:Aw:235:ASN:ND2 1:Ax:242:ASN:H 1.76 0.82
1:AE:235:ASN:ND2 1:AK:242:ASN:H 1.75 0.82
1:AJ:265:ARG:HG2 1:AJ:265:ARG:HH11 1.43 0.82
1:Af:265:ARG:HG2 1:Af:265:ARG:HH11 1.44 0.82
1:A1:235:ASN:ND2 1:A7:242:ASN:H 1.77 0.82
1:AG:235:ASN:ND2 1:AM:242:ASN:H 1.78 0.82
1:AI:265:ARG:HH11 1:AI:265:ARG:HG2 1.42 0.82
1:A1:265:ARG:HG2 1:A1:265:ARG:HH11 1.44 0.82
1:A9:265:ARG:HG2 1:A9:265:ARG:HH11 1.45 0.82
1:AF:242:ASN:H 1:AR:235:ASN:ND2 1.77 0.82
1:At:235:ASN:HD21 1:Aw:242: ASN:N 1.75 0.82
1:Av:265:ARG:HG2 1:Av:265:ARG:HH11 1.45 0.82
1:AK:235:ASN:ND2 1:AQ:242:ASN:H 1.76 0.82
1:AR:208:MET:SD 1:AR:265:ARG:HD2 2.19 0.82
1:A6:265:ARG:HG2 1:A6:265:ARG:HH11 1.44 0.82
1:A4:265:ARG:HG2 1:A4:265:ARG:HH11 1.45 0.82
1:At:265:ARG:HG2 1:At:265:ARG:HH11 1.45 0.82
1:AI:235:ASN:ND2 1:A0:242:ASN:H 1.78 0.81
1:Ac:265:ARG:HG2 1:Ac:265:ARG:HH11 1.46 0.81
1:AY:265:ARG:HG2 | 1:AY:265:ARG:HH11 1.44 0.81
1:A8:265:ARG:HH11 1:A8:265:ARG:HG2 1.44 0.81
1:Aw:208: MET:SD 1:Aw:265:ARG:HD2 2.20 0.81
1:AS:265:ARG:HG2 1:AS:265:ARG:HH11 1.45 0.81
1:AX:265:ARG:HG2 | 1:AX:265:ARG:HH11 1.45 0.81
1:AC:265:ARG:HG2 | 1:AC:265:ARG:HH11 1.45 0.81
1:AL:265:ARG:HG2 | 1:AL:265:ARG:HH11 1.46 0.81
1:Ax:265:ARG:HG2 1:Ax:265:ARG:HH11 1.46 0.81
1:AU:265:ARG:HG2 | 1:AU:265:ARG:HH11 1.43 0.81
1:Aj:235:ASN:ND2 1:Ap:242:ASN:H 1.78 0.80
1:Am:265:ARG:HG2 | 1:Am:265:ARG:HH11 1.46 0.80
1:At:242:ASN:H 1:Ax:235:ASN:ND2 1.80 0.80
1:Au:265:ARG:HG2 1:Au:265:ARG:HH11 1.44 0.80
1:Ad:235:ASN:ND2 1:Aj:242:ASN:H 1.79 0.80
1:A0:265:ARG:HG2 1:A0:265:ARG:HH11 1.44 0.80
1:AM:265:ARG:HG2 | 1:AM:265:ARG:HH11 1.47 0.80
1:AX:242:ASN:N 1:A9:235:ASN:HD21 1.78 0.80
1:AO:265:ARG:HG2 | 1:A0:265:ARG:HH11 1.44 0.80
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AK:265:ARG:HG2 | 1:AK:265:ARG:HH11 1.47 0.80
1:AT:242:ASN:H 1:A5:235:ASN:ND2 1.80 0.79
1:AW:242:ASN:N 1:A&:235:ASN:HD21 1.78 0.79
1:AH:235:ASN:ND2 1:AN:242:ASN:H 1.80 0.79
1:AJ:235:ASN:ND2 1:AP:242:ASN:H 1.80 0.79
1:A1:235:ASN:ND2 1:Ar:242:ASN:H 1.78 0.79
1:AY:235:ASN:ND2 1:A4:242: ASN:H 1.80 0.79
1:AB:242:ASN:N 1:AN:235:ASN:HD21 1.80 0.79
1:AL:235:ASN:ND2 1:AR:242:ASN:H 1.78 0.79
1:Ag:235:ASN:HD21 1:Am:242:ASN:N 1.78 0.79
1:AC:235:ASN:HD21 1:AI:242:ASN:N 1.79 0.78
1:Aq:265:ARG:HG2 | 1:Aq:265:ARG:HH11 1.47 0.78
1:AV:242:ASN:H 1:A7:235:ASN:ND2 1.80 0.78
1:Af:242:ASN:N 1:Ar:235:ASN:HD21 1.77 0.78
1:As:235:ASN:ND2 1:Au:242:ASN:H 1.82 0.78
1:AS:242:ASN:N 1:A4:235:ASN:HD21 1.80 0.78
1:Ai:235:ASN:HD21 1:A0:242:ASN:N 1.81 0.78
1:AW:265:ARG:HH11 | 1:AW:265:ARG:HG2 1.47 0.78
1:AX:235:ASN:ND2 1:A3:242:ASN:H 1.81 0.77
1:AT:235:ASN:HD21 1:AZ:242:ASN:N 1.79 0.77
1:AZ:235:ASN:ND2 1:A5:242:ASN:H 1.81 0.77
1:A0:204:LYS:HD2 1:A0:238:GLU:O 1.85 0.77
1:Aa:235:ASN:HD21 1:Ag:242: ASN:N 1.81 0.77
1:Ae:242:ASN:N 1:Aq:235:ASN:HD21 1.83 0.77
1:Ae:235:ASN:HD21 1:Ak:242:ASN:N 1.82 0.76
1:Ah:235:ASN:ND2 1:An:242:ASN:H 1.82 0.76
1:AD:242:ASN:H 1:AP:235:ASN:ND2 1.83 0.76
1:AD:235:ASN:ND2 1:AJ:242:ASN:H 1.83 0.76
1:AY:204:LYS:HD2 1:AY:238:GLU:O 1.86 0.76
1:Ab:235:ASN:HD21 1:Ah:242: ASN:N 1.82 0.76
1:Ad:242: ASN:H 1:Ap:235:ASN:ND2 1.82 0.76
1:A3:235:ASN:ND2 1:A9:242:ASN:H 1.81 0.75
1:AA:204:LYS:HD2 1:AA:238:GLU:O 1.86 0.75
1:AE:242:ASN:N 1:AQ:235:ASN:HD21 1.83 0.75
1:Af:204:LYS:HD2 1:Af:238:GLU:O 1.87 0.75
1:Am:204:LYS:HD2 1:Am:238:GLU:O 1.86 0.75
1:AW:235:ASN:HD21 1:A2:242:ASN:N 1.81 0.75
1:AS:235:ASN:ND2 1:AY:242:ASN:H 1.81 0.75
1:Af:235:ASN:HD21 1:Al:242:ASN:N 1.82 0.75
1:Ap:204:LYS:HD2 1:Ap:238:GLU:O 1.86 0.75
1:AM:204:LYS:HD2 1:AM:238:GLU:O 1.87 0.74
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A4:204:LYS:HD2 1:A4:238:GLU:O 1.86 0.74
1:AV:235:ASN:ND2 1:A1:242:ASN:H 1.84 0.74
1:AB:235:ASN:HD21 1:AH:242:ASN:N 1.80 0.74
1:AC:204:LYS:HD2 1:AC:238:GLU:O 1.87 0.74
1:A6:204:LYS:HD2 1:A6:238:GLU:O 1.87 0.74
1:Ab:242:ASN:N 1:An:235:ASN:HD21 1.81 0.74
1:AS:204:LYS:HD2 1:AS:238:GLU:O 1.88 0.74
1:AG:265:ARG:HG2 | 1:AG:265:ARG:HH11 1.53 0.73
1:A2:235:ASN:HD21 1:A8:242:ASN:N 1.82 0.73
1:AE:204:LYS:HD2 1:AE:238:GLU:O 1.89 0.73
1:AF:235:ASN:HD21 1:AL:242:ASN:N 1.85 0.73
1:Aq:204:LYS:HD2 1:Aq:238:GLU:O 1.89 0.73
1:Aw:235:ASN:HD21 1:Ax:242:ASN:N 1.85 0.73
1:A8:159:GLN:HE22 1:A8:267:ASN:HA 1.54 0.73
1:Aa:242:ASN:N 1:Am:235:ASN:HD21 1.84 0.73
1:Ac:242:ASN:N 1:A0:235:ASN:HD21 1.81 0.73
1:Ak:235:ASN:HD21 1:Aq:242:ASN:N 1.80 0.73
1:Ah:204:LYS:HD2 1:Ah:238:GLU:O 1.88 0.73
1:AA:235:ASN:HD21 1:AG:242:ASN:N 1.84 0.73
1:Ac:204:LYS:HD2 1:Ac:238:GLU:O 1.88 0.73
1:AU:204:LYS:HD2 1:AU:238:GLU:O 1.89 0.72
1:AG:204:LYS:HD2 1:AG:238:GLU:O 1.88 0.72
1:AT:204:LYS:HD2 1:AT:238:GLU:O 1.89 0.72
1:Al:204:LYS:HD2 1:Al:238:GLU:O 1.90 0.72
1:Ak:204:LYS:HD2 1:Ak:238:GLU:O 1.90 0.72
1:A0:204:LYS:HD2 1:A0:238:GLU:O 1.90 0.71
1:A1:204:LYS:HD2 1:Ai:238:GLU:O 1.88 0.71
1:A7:204:LYS:HD2 1:A7:238:GLU:O 1.89 0.71
1:Ac:235:ASN:HD21 1:Ai:242: ASN:N 1.85 0.71
1:As:204:LYS:HD2 1:As:238:GLU:O 1.89 0.71
1:As:242:ASN:H 1:Av:235:ASN:ND2 1.85 0.71
1:Aw:204:LYS:HD2 1:Aw:238:GLU:O 1.90 0.71
1:Ax:204:LYS:HD2 1:Ax:238:GLU:O 1.89 0.71
1:A7:200:LEU:HD22 | 1:A7:276:VAL:HG21 1.71 0.71
1:Ab:204:LYS:HD2 1:Ab:238:GLU:O 1.91 0.71
1:AA:242:ASN:N 1:AM:235:ASN:HD21 1.86 0.71
1:AV:204:LYS:HD2 1:AV:238:GLU:O 1.89 0.71
1:At:204:LYS:HD2 1:At:238:GLU:O 1.90 0.71
1:AB:204:LYS:HD2 1:AB:238:GLU:O 1.91 0.71
1:A4:159:GLN:HE22 1:A4:267:ASN:HA 1.56 0.71
1:AD:204:LYS:HD2 1:AD:238:GLU:O 1.90 0.71
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:AX:204:LYS:HD2 1:AX:238:GLU:O 1.91 0.71
1:AF:204:LYS:HD2 1:AF:238:GLU:O 1.91 0.71
1:AF:265:ARG:HG2 1:AF:265:ARG:NH1 2.02 0.71
1:Aa:204:LYS:HD2 1:Aa:238:GLU:O 1.91 0.71
1:Ah:265:ARG:HG2 1:Ah:265:ARG:NH1 2.04 0.71
1:AK:204:LYS:HD2 1:AK:238:GLU:O 1.91 0.71
1:AR:265:ARG:HG2 1:AR:265:ARG:NH1 2.04 0.71
1:AV:265:ARG:HG2 1:AV:265:ARG:NH1 2.03 0.71
1:A0:200:LEU:HD22 1:A0:276:VAL:HG21 1.73 0.71
1:Ad:159:GLN:HE22 1:Ad:267:ASN:HA 1.56 0.71
1:A2:204:LYS:HD2 1:A2:238:GLU:O 1.91 0.70
1:As:159:GLN:HE22 1:As:267:ASN:HA 1.56 0.70
1:AI:204:LYS:HD2 1:AI:238:GLU:O 1.90 0.70
1:AP:265:ARG:HG2 1:AP:265:ARG:NH1 2.06 0.70
1:Au:204:LYS:HD2 1:Au:238:GLU:O 1.91 0.70
1:AY:200:LEU:HD22 | 1:AY:276:VAL:HG21 1.74 0.70
1:An:204:LYS:HD2 1:An:238:GLU:O 1.91 0.70
1:A3:265:ARG:HG2 1:A3:265:ARG:NH1 2.05 0.70
1:Ag:204:LYS:HD2 1:Ag:238:GLU:O 1.90 0.70
1:AQ:159:GLN:HE22 1:AQ:267:ASN:HA 1.55 0.70
1:AW:204:LYS:HD2 1:AW:238:GLU:O 1.90 0.70
1:Au:235:ASN:HD21 1:Av:242:ASN:N 1.86 0.70
1:AB:159:GLN:HE22 1:AB:267:ASN:HA 1.57 0.70
1:A9:204:LYS:HD2 1:A9:238:GLU:O 1.92 0.70
1:Ar:204:LYS:HD2 1:Ar:238:GLU:O 1.91 0.70
1:AA:159:GLN:HE22 1:AA:267:ASN:HA 1.57 0.70
1:AU:242:ASN:N 1:A6:235:ASN:HD21 1.86 0.70
1:AV:159:GLN:HE22 1:AV:267:ASN:HA 1.56 0.70
1:A5:204:LYS:HD?2 1:A5:238:GLU:O 1.92 0.70
2:BV:17:THR:HG22 2:Bg:18:PRO:HD2 1.74 0.70
1:AD:265:ARG:HG2 1:AD:265:ARG:NH1 2.04 0.70
1:AL:204:LYS:HD2 1:AL:238:GLU:O 1.91 0.70
1:A3:159:GLN:HE22 1:A3:267:ASN:HA 1.57 0.70
1:Ag:265:ARG:HG2 1:Ag:265:ARG:NH1 2.03 0.70
1:AV:242:ASN:HB3 1:A7:233:ILE:HD11 1.73 0.70
1:AZ:204:LYS:HD2 1:A7:238:GLU:O 1.92 0.70
1:A0:204:LYS:HD2 1:A0:238:GLU:O 1.91 0.70
1:AQ:204:LYS:HD2 1:AQ:238:GLU:O 1.92 0.70
1:AA:265:ARG:HG2 1:AA:265:ARG:NH1 2.06 0.69
1:Ak:159:GLN:HE22 1:Ak:267:ASN:HA 1.57 0.69
1:As:265:ARG:HG2 1:As:265:ARG:NH1 2.04 0.69

Continued on next page...




Page 56

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A7:265:ARG:HG2 1:A7:265:ARG:NH1 2.01 0.69
1:Ae:204:LYS:HD?2 1:Ae:238:GLU:O 1.91 0.69
1:AJ:204:LYS:HD?2 1:AJ:238:GLU:O 1.92 0.69
1:AX:200:LEU:HD22 | 1:AX:276:VAL:HG21 1.73 0.69
1:A2:265:ARG:HG2 1:A2:265:ARG:NH1 2.05 0.69
1:AW:200:LEU:HD22 | 1:AW:276:VAL:HG21 1.75 0.69
1:Ab:265:ARG:HG2 1:Ab:265:ARG:NH1 2.05 0.69
1:Ad:204:LYS:HD2 1:Ad:238:GLU:O 1.91 0.69
1:Aw:159:GLN:HE22 1:Aw:267:ASN:HA 1.57 0.69
1:Ax:159:GLN:HE22 1:Ax:267:ASN:HA 1.57 0.69
1:AX:159:GLN:HE22 1:AX:267:ASN:HA 1.57 0.69
1:A3:204:LYS:HD2 1:A3:238:GLU:O 1.92 0.69
1:A6:159:GLN:HE22 1:A6:267:ASN:HA 1.58 0.69
1:Aj:204:LYS:HD2 1:Aj:238:GLU:O 1.93 0.69
1:AN:265:ARG:HG2 1:AN:265:ARG:NH1 2.06 0.69
1:A1:204:LYS:HD2 1:A1:238:GLU:O 1.92 0.69
1:Ag:159:GLN:HE22 1:Ag:267:ASN:HA 1.55 0.69
1:Ak:200:LEU:HD22 | 1:Ak:276:VAL:HG21 1.75 0.69
1:AE:235:ASN:HD21 1:AK:242:ASN:N 1.86 0.69
1:AH:204:LYS:HD2 1:AH:238:GLU:O 1.91 0.69
1:AO:200:LEU:HD22 | 1:A0:276:VAL:HG21 1.75 0.69
1:AP:204:LYS:HD2 1:AP:238:GLU:O 1.93 0.69
1:AJ:159:GLN:HE22 1:AJ:267:ASN:HA 1.58 0.69
1:AL:159:GLN:HE22 1:AL:267:ASN:HA 1.57 0.69
1:Aa:159:GLN:HE22 1:Aa:267:ASN:HA 1.58 0.69
1:As:242:ASN:HB3 1:Av:233:ILE:HD11 1.74 0.69
1:AR:159:GLN:HE22 1:AR:267:ASN:HA 1.58 0.68
1:A6:265:ARG:HG2 1:A6:265:ARG:NH1 2.07 0.68
1:AW:159:GLN:HE22 1:AW:267:ASN:HA 1.57 0.68
1:Ab:159:GLN:HE22 1:Ab:267:ASN:HA 1.59 0.68
1:Ae:265:ARG:HG2 1:Ae:265:ARG:NH1 2.07 0.68
1:Ar:265:ARG:HG2 1:Ar:265:ARG:NH1 2.08 0.68
1:AZ:233:ILE:HD11 1:A5:242:ASN:HB3 1.75 0.68
1:A9:159:GLN:HE22 1:A9:267:ASN:HA 1.56 0.68
1:AM:159:GLN:HE22 1:AM:267:ASN:HA 1.58 0.68
1:AZ:159:GLN:HE22 1:AZ:267:ASN:HA 1.58 0.68
1:AS:200:LEU:HD22 1:AS:276:VAL:HG21 1.74 0.68
1:A0:265:ARG:HG2 1:A0:265:ARG:NH1 2.08 0.68
1:AH:159:GLN:HE22 1:AH:267:ASN:HA 1.58 0.68
1:As:200:LEU:HD22 1:As:276:VAL:HG21 1.75 0.68
1:Ax:200:LEU:HD22 | 1:Ax:276:VAL:HG21 1.76 0.68
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AP:159:GLN:HE22 1:AP:267:ASN:HA 1.58 0.68
1:A5:265:ARG:HG2 1:A5:265:ARG:NH1 2.09 0.68
1:Am:200:LEU:HD22 | 1:Am:276:VAL:HG21 1.76 0.68
1:Av:200:LEU:HD22 1:Av:276:VAL:HG21 1.76 0.68
1:AQ:264:PRO:O 1:AQ:265:ARG:HG2 1.94 0.68
1:A6:200:LEU:HD22 1:A6:276:VAL:HG21 1.76 0.68
1:A9:200:LEU:HD22 1:A9:276:VAL:HG21 1.76 0.68
1:At:265:ARG:HG2 1:At:265:ARG:NH1 2.08 0.68
1:A&:264:PRO:O 1:A8:265:ARG:HG2 1.93 0.68
1:Ap:159:GLN:HE22 1:Ap:267:ASN:HA 1.59 0.68
1:AC:265:ARG:HG2 1:AC:265:ARG:NH1 2.08 0.67
1:A8:204:LYS:HD2 1:A8:238:GLU:O 1.95 0.67
1:AI:200:LEU:HD22 1:AI:276:VAL:HG21 1.76 0.67
1:A0O:159:GLN:HE22 1:AO:267:ASN:HA 1.59 0.67
1:A8:265:ARG:HG2 1:A8:265:ARG:NH1 2.09 0.67
1:Al:159:GLN:HE22 1:Al:267:ASN:HA 1.59 0.67
1:AT:265:ARG:HG2 1:AT:265:ARG:NH1 2.01 0.67
1:AU:264:PRO:O 1:AU:265:ARG:HG2 1.95 0.67
1:A9:265:ARG:HG2 1:A9:265:ARG:NH1 2.08 0.67
1:Ad:200:LEU:HD22 | 1:Ad:276:VAL:HG21 1.76 0.67
1:Al:159:GLN:HE22 1:Al:267:ASN:HA 1.60 0.67
1:AD:159:GLN:HE22 1:AD:267:ASN:HA 1.59 0.67
1:AW:242:ASN:HB3 1:AR:233:ILE:HD11 1.77 0.67
1:Ah:200:LEU:HD22 1:Ah:276:VAL:HG21 1.76 0.67
1:Aj:159:GLN:HE22 1:Aj:267:ASN:HA 1.60 0.67
1:Au:265:ARG:HG2 1:Au:265:ARG:NH1 2.07 0.67
1:AM:200:LEU:HD22 | 1:AM:276:VAL:HG21 1.75 0.67
1:AS:159:GLN:HE22 1:AS:267:ASN:HA 1.59 0.67
1:Ac:265:ARG:HG2 1:Ac:265:ARG:NH1 2.09 0.67
1:Ad:265:ARG:HG2 1:Ad:265:ARG:NH1 2.04 0.67
1:At:242:ASN:N 1:Ax:235:ASN:HD21 1.90 0.67
1:Aa:265:ARG:HG2 1:Aa:265:ARG:NH1 2.02 0.67
1:AJ:265:ARG:HG2 1:AJ:265:ARG:NH1 2.06 0.67
1:AU:159:GLN:HE22 1:AU:267:ASN:HA 1.59 0.67
1:A8:200:LEU:HD22 1:A8:276:VAL:HG21 1.75 0.67
1:Aa:233:ILE:HD11 1:Ag:242:ASN:HB3 1.76 0.67
1:Af:242: ASN:HB3 1:Ar:233:ILE:HD11 1.77 0.67
1:Am:159:GLN:HE22 1:Am:267:ASN:HA 1.60 0.67
1:A0:200:LEU:HD22 1:A0:276:VAL:HG21 1.77 0.67
1:Au:159:GLN:HE22 1:Au:267:ASN:HA 1.58 0.67
1:A0:265:ARG:HG2 1:A0O:265:ARG:NH1 2.08 0.67
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AT:159:GLN:HE22 1:AT:267:ASN:HA 1.60 0.67
1:Af:200:LEU:HD22 1:Af:276:VAL:HG21 1.76 0.67
1:Ah:159:GLN:HE22 1:Ah:267:ASN:HA 1.60 0.67
1:A0:159:GLN:HE22 1:A0:267:ASN:HA 1.58 0.67
1:Av:204:LYS:HD2 1:Av:238:GLU:O 1.94 0.67
1:A2:159:GLN:HE22 1:A2:267:ASN:HA 1.58 0.67
1:Ae:159:GLN:HE22 1:Ae:267:ASN:HA 1.59 0.67
1:Aj:200:LEU:HD22 1:Aj:276:VAL:HG21 1.76 0.67
1:AC:159:GLN:HE22 1:AC:267:ASN:HA 1.59 0.67
1:Ac:159:GLN:HE22 1:Ac:267:ASN:HA 1.60 0.67
1:Al:235:ASN:HD21 1:Ar:242:ASN:N 1.88 0.67
1:AA:264:PRO:O 1:AA:265:ARG:HG2 1.96 0.66
1:AE:265:ARG:HG2 1:AE:265:ARG:NH1 2.05 0.66
1:AN:159:GLN:HE22 1:AN:267:ASN:HA 1.58 0.66
1:AP:200:LEU:HD22 | 1:AP:276:VAL:HG21 1.76 0.66
1:AX:265:ARG:HG2 1:AX:265:ARG:NH1 2.10 0.66
1:A1:235:ASN:HD21 1:A7:242:ASN:N 1.86 0.66
1:AC:242:ASN:N 1:A0:235:ASN:HD21 1.86 0.66
1:AS:233:ILE:HD11 1:AY:242:ASN:HB3 1.78 0.66
1:Af:159:GLN:HE22 1:Af:267:ASN:HA 1.59 0.66
1:Ai:159:GLN:HE22 1:A1:267:ASN:HA 1.60 0.66
1:AK:235:ASN:HD21 1:AQ:242:ASN:N 1.85 0.66
1:AB:265:ARG:HG2 1:AB:265:ARG:NH1 2.04 0.66
1:AW:265:ARG:HG2 | 1:AW:265:ARG:NH1 2.10 0.66
1:AZ:265:ARG:HG2 1:AZ:265:ARG:NH1 2.06 0.66
1:AF:264:PRO:O 1:AF:265:ARG:HG2 1.96 0.66
1:AK:159:GLN:HE22 1:AK:267:ASN:HA 1.59 0.66
1:A1:265:ARG:HG2 1:A1:265:ARG:NH1 2.07 0.66
1:At:159:GLN:HE22 1:At:267:ASN:HA 1.60 0.66
1:Al:264:PRO:O 1:AL:265:ARG:HG2 1.95 0.66
1:AN:204:LYS:HD2 1:AN:238:GLU:O 1.95 0.66
1:A0:264:PRO:O 1:A0:265:ARG:HG2 1.96 0.66
1:A0:159:GLN:HE22 1:A0:267:ASN:HA 1.59 0.66
1:A2:200:LEU:HD22 | 1:A2:276:VAL:HG21 1.78 0.66
1:Ap:200:LEU:HD22 | 1:Ap:276:VAL:HG21 1.76 0.66
1:AF:242:ASN:N 1:AR:235:ASN:HD21 1.88 0.66
1:Al:233:ILE:HD11 1:A0:242:ASN:HB3 1.78 0.66
1:AQ:200:LEU:HD22 | 1:AQ:276:VAL:HG21 1.78 0.66
1:AR:204:LYS:HD2 1:AR:238:GLU:O 1.95 0.66
1:AY:159:GLN:HE22 1:AY:267:ASN:HA 1.60 0.66
1:A7:159:GLN:HE22 1:A7:267:ASN:HA 1.61 0.66
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:Ac:242:ASN:HB3 1:A0:233:ILE:HD11 1.77 0.66
1:Ar:159:GLN:HE22 1:Ar:267:ASN:HA 1.61 0.66
1:AE:200:LEU:HD22 | 1:AE:276:VAL:HG21 1.77 0.66
1:A1:159:GLN:HE22 1:A1:267:ASN:HA 1.60 0.66
1:Ab:264:PRO:O 1:Ab:265:ARG:HG2 1.95 0.66
1:Aq:200:LEU:HD22 | 1:Aq:276:VAL:HG21 1.78 0.66
1:AB:264:PRO:O 1:AB:265:ARG:HG2 1.96 0.66
1:AE:159:GLN:HE22 1:AE:267:ASN:HA 1.60 0.66
1:AF:159:GLN:HE22 1:AF:267:ASN:HA 1.60 0.66
1:AK:200:LEU:HD22 | 1:AK:276:VAL:HG21 1.78 0.66
1:AG:159:GLN:HE22 1:AG:267:ASN:HA 1.61 0.66
1:A0:264:PRO:O 1:A0:265:ARG:HG2 1.96 0.66
1:Aw:264:PRO:O 1:Aw:265:ARG:HG2 1.95 0.66
1:AH:265:ARG:HG2 1:AH:265:ARG:NH1 2.06 0.65
1:AJ:235:ASN:HD21 1:AP:242:ASN:N 1.89 0.65
1:AM:265:ARG:HG2 | 1:AM:265:ARG:NH1 2.10 0.65
1:As:264:PRO:O 1:As:265:ARG:HG2 1.96 0.65
1:AY:264:PRO:O 1:AY:265:ARG:HG2 1.95 0.65
1:An:159:GLN:HE22 1:An:267:ASN:HA 1.60 0.65
1:Aq:265:ARG:HG2 1:Aq:265:ARG:NH1 2.11 0.65
1:AB:155:THR:HG23 | 1:AB:156:PRO:HD2 1.79 0.65
1:AK:265:ARG:HG2 | 1:AK:265:ARG:NH1 2.10 0.65
1:A0:265:ARG:HG2 1:A0:265:ARG:NH1 2.07 0.65
1:Aa:200:LEU:HD22 1:Aa:276:VAL:HG21 1.78 0.65
1:Aa:264:PRO:O 1:Aa:265:ARG:HG2 1.96 0.65
1:Aj:235:ASN:HD21 1:Ap:242:ASN:N 1.89 0.65
1:Aq:159:GLN:HE22 1:Aq:267:ASN:HA 1.61 0.65
1:Af:264:PRO:O 1:Af:265:ARG:HG2 1.97 0.65
1:Ag:264:PRO:O 1:Ag:265:ARG:HG2 1.96 0.65
1:An:264:PRO:O 1:An:265:ARG:HG2 1.96 0.65
1:Ab:233:ILE:HD11 1:Ah:242:ASN:HB3 1.78 0.65
1:Ax:265:ARG:HG2 1:Ax:265:ARG:NH1 2.09 0.65
1:AB:200:LEU:HD22 | 1:AB:276:VAL:HG21 1.78 0.65
1:AT:242:ASN:N 1:A5:235:ASN:HD21 1.90 0.65
1:Au:200:LEU:HD22 | 1:Au:276:VAL:HG21 1.77 0.65
1:AW:264:PRO:O 1:AW:265:ARG:HG2 1.96 0.65
1:Aj:265:ARG:HG2 1:Aj:265:ARG:NH1 2.05 0.65
1:Ak:265:ARG:HG2 1:Ak:265:ARG:NH1 2.04 0.65
1:Ar:200:LEU:HD22 1:Ar:276:VAL:HG21 1.77 0.65
1:Au:264:PRO:O 1:Au:265:ARG:HG2 1.96 0.65
1:AA:200:LEU:HD22 | 1:AA:276:VAL:HG21 1.79 0.65
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AC:155:THR:HG23 | 1:AC:156:PRO:HD2 1.79 0.65
1:AH:200:LEU:HD22 | 1:AH:276:VAL:HG21 1.77 0.65
1:AL:233:ILE:HD11 1:AR:242:ASN:HB3 1.79 0.65
1:A5:159:GLN:HE22 1:A5:267:ASN:HA 1.61 0.65
1:Ab:200:LEU:HD22 | 1:Ab:276:VAL:HG21 1.78 0.65
1:Ac:264:PRO:O 1:Ac:265:ARG:HG2 1.97 0.65
1:Ae:200:LEU:HD22 1:Ae:276:VAL:HG21 1.78 0.65
1:Ah:264:PRO:O 1:Ah:265:ARG:HG2 1.97 0.65
1:Aj:264:PRO:O 1:Aj:265:ARG:HG2 1.96 0.65
1:Al:265:ARG:HG2 1:Al:265:ARG:NH1 2.06 0.65
1:AX:155:THR:HG23 | 1:AX:156:PRO:HD2 1.79 0.64
1:A7:264:PRO:O 1:A7:265:ARG:HG2 1.97 0.64
1:Ai:233:ILE:HD11 1:A0:242:ASN:HB3 1.78 0.64
1:A0:264:PRO:O 1:A0:265:ARG:HG2 1.97 0.64
1:Ar:264:PRO:O 1:Ar:265:ARG:HG2 1.96 0.64
1:AU:200:LEU:HD22 | 1:AU:276:VAL:HG21 1.78 0.64
1:AV:264:PRO:O 1:AV:265:ARG:HG2 1.98 0.64
1:AZ:200:LEU:HD22 | 1:AZ:276:VAL:HG21 1.78 0.64
1:AU:242:ASN:HB3 1:A6:233:1ILE:HD11 1.79 0.64
1:A5:200:LEU:HD22 1:A5:276:VAL:HG21 1.79 0.64
1:Ac:200:LEU:HD22 1:Ac:276:VAL:HG21 1.80 0.64
1:AG:235:ASN:HD21 1:AM:242:ASN:N 1.87 0.64
1:Ad:264:PRO:O 1:Ad:265:ARG:HG2 1.97 0.64
1:AC:242:ASN:HB3 1:A0:233:ILE:HD11 1.80 0.64
1:AJ:200:LEU:HD22 1:AJ:276:VAL:HG21 1.80 0.64
1:AI:265:ARG:HG2 1:AI:265:ARG:NH1 2.06 0.64
1:AQ:155:THR:HG23 | 1:AQ:156:PRO:HD2 1.79 0.64
1:AT:264:PRO:O 1:AT:265:ARG:HG2 1.97 0.64
1:AX:235:ASN:HD21 1:A3:242:ASN:N 1.91 0.64
1:Af:265:ARG:HG2 1:Af:265:ARG:NH1 2.08 0.64
1:AL:200:LEU:HD22 | 1:AL:276:VAL:HG21 1.80 0.64
1:AN:264:PRO:O 1:AN:265:ARG:HG2 1.97 0.64
1:AS:264:PRO:O 1:AS:265:ARG:HG2 1.98 0.64
1:AU:265:ARG:HG2 1:AU:265:ARG:NH1 2.07 0.64
1:AY:235:ASN:HD21 1:A4:242: ASN:N 1.89 0.64
1:Aw:265:ARG:HG2 1:Aw:265:ARG:NH1 2.05 0.64
1:AH:155:THR:HG23 | 1:AH:156:PRO:HD2 1.79 0.63
1:AS:265:ARG:HG2 1:AS:265:ARG:NH1 2.09 0.63
1:Ag:233:ILE:HD11 1:Am:242:ASN:HB3 1.80 0.63
1:Ak:264:PRO:O 1:Ak:265:ARG:HG2 1.97 0.63
1:Av:264:PRO:O 1:Av:265:ARG:HG2 1.98 0.63
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AC:200:LEU:HD22 | 1:AC:276:VAL:HG21 1.80 0.63
1:AH:235:ASN:HD21 1:AN:242:ASN:N 1.89 0.63
1:AS:155:THR:HG23 1:AS:156:PRO:HD2 1.80 0.63
1:A4:265:ARG:HG2 1:A4:265:ARG:NH1 2.07 0.63
1:Av:159:GLN:HE22 1:Av:267:ASN:HA 1.62 0.63
1:AT:242:ASN:HB3 1:A5:233:ILE:HD11 1.79 0.63
1:AD:200:LEU:HD22 | 1:AD:276:VAL:HG21 1.79 0.63
1:AG:200:LEU:HD22 | 1:AG:276:VAL:HG21 1.80 0.63
1:AR:264:PRO:O 1:AR:265:ARG:HG2 1.99 0.63
1:Al:200:LEU:HD22 1:Al:276:VAL:HG21 1.80 0.63
1:Ap:265:ARG:HG2 1:Ap:265:ARG:NH1 2.05 0.63
1:Av:265:ARG:HG2 1:Av:265:ARG:NH1 2.08 0.63
1:AL:265:ARG:HG2 1:AL:265:ARG:NH1 2.10 0.63
1:AT:233:ILE:HD11 1:AZ:242:ASN:HB3 1.81 0.63
1:Aw:200:LEU:HD22 | 1:Aw:276:VAL:HG21 1.78 0.63
1:AZ:264:PRO:O 1:AZ:265:ARG:HG2 1.98 0.63
1:Ai:264:PRO:O 1:Ai:265:ARG:HG2 1.98 0.63
1:Ap:264:PRO:O 1:Ap:265:ARG:HG2 1.99 0.63
1:AD:264:PRO:O 1:AD:265:ARG:HG2 1.99 0.63
1:AY:265:ARG:HG2 1:AY:265:ARG:NH1 2.07 0.63
1:Am:155:THR:HG23 | 1:Am:156:PRO:HD2 1.81 0.63
1:At:242:ASN:HB3 1:Ax:233:ILE:HD11 1.81 0.63
1:AL:155:THR:HG23 1:AL:156:PRO:HD2 1.81 0.63
1:AP:264:PRO:O 1:AP:265:ARG:HG2 1.99 0.63
1:Ae:264:PRO:O 1:Ae:265:ARG:HG2 1.99 0.63
1:Aj:233:ILE:HD11 1:Ap:242:ASN:HB3 1.79 0.63
1:AD:242:ASN:HB3 1:AP:233:ILE:HD11 1.80 0.62
1:AV:200:LEU:HD22 | 1:AV:276:VAL:HG21 1.82 0.62
1:A1:264:PRO:O 1:A1:265:ARG:HG2 1.99 0.62
1:Am:265:ARG:HG2 1:Am:265:ARG:NH1 2.09 0.62
1:A4:200:LEU:HD22 1:A4:276:VAL:HG21 1.81 0.62
1:Ak:155: THR:HG23 1:Ak:156:PRO:HD2 1.81 0.62
1:At:155: THR:HG23 1:At:156:PRO:HD2 1.81 0.62
1:AF:200:LEU:HD22 | 1:AF:276:VAL:HG21 1.80 0.62
1:AD:155:THR:HG23 | 1:AD:156:PRO:HD2 1.81 0.62
1:AR:200:LEU:HD22 | 1:AR:276:VAL:HG21 1.81 0.62
1:A1:200:LEU:HD22 1:A1:276:VAL:HG21 1.81 0.62
1:AO:155:THR:HG23 | 1:A0:156:PRO:HD2 1.80 0.62
1:AV:233:ILE:HD11 1:A1:242:ASN:HB3 1.80 0.62
1:A8:155: THR:HG23 1:A8:156:PRO:HD2 1.81 0.62
1:A9:264:PRO:0O 1:A9:265:ARG:HG2 1.98 0.62
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:Ad:235:ASN:HD21 1:Aj:242:ASN:N 1.90 0.62
1:At:200:LEU:HD22 1:A4:276:VAL:HG21 1.80 0.62
1:AH:264:PRO:O 1:AH:265:ARG:HG2 2.00 0.62
1:AL:264:PRO:O 1:AL:265:ARG:HG2 1.99 0.62
1:Aq:264:PRO:0O 1:Aq:265:ARG:HG2 2.00 0.62
1:AK:233:ILE:HD11 1:AQ:242:ASN:HB3 1.82 0.62
1:Ae:233:ILE:HD11 1:Ak:242:ASN:HB3 1.80 0.62
1:An:265:ARG:HG2 1:An:265:ARG:NH1 2.05 0.62
1:A0:155:THR:HG23 1:A0:156:PRO:HD2 1.81 0.62
1:Ax:264:PRO:O 1:Ax:265:ARG:HG2 1.99 0.62
2:BX:17:THR:HG22 2:Bh:18:PRO:CD 2.30 0.62
1:AA:155:THR:HG23 | 1:AA:156:PRO:HD2 1.80 0.62
1:AL:235:ASN:HD21 1:AR:242:ASN:N 1.88 0.62
1:AM:264:PRO:O 1:AM:265:ARG:HG2 2.00 0.62
1:AP:155:THR:HG23 | 1:AP:156:PRO:HD2 1.82 0.62
1:Aa:155: THR:HG23 1:Aa:156:PRO:HD2 1.82 0.62
1:Aw:233:ILE:HD11 1:Ax:242:ASN:HB3 1.81 0.62
1:AX:264:PRO:O 1:AX:265:ARG:HG2 2.00 0.61
1:A3:235:ASN:HD21 1:A9:242: ASN:N 1.90 0.61
1:A6:155: THR:HG23 1:A6:156:PRO:HD2 1.81 0.61
1:Ah:235:ASN:HD21 1:An:242: ASN:N 1.92 0.61
1:Ai:155: THR:HG23 1:Ai:156:PRO:HD2 1.82 0.61
1:An:155:THR:HG23 1:An:156:PRO:HD2 1.82 0.61
1:Au:155:THR:HG23 1:Au:156:PRO:HD2 1.82 0.61
1:Au:233:ILE:HD11 1:Av:242:ASN:HB3 1.80 0.61
1:AT:155:THR:HG23 | 1:AT:156:PRO:HD2 1.82 0.61
1:AR:155:THR:HG23 | 1:AR:156:PRO:HD2 1.82 0.61
1:A2:155: THR:HG23 1:A2:156:PRO:HD2 1.81 0.61
1:Ab:155:THR:HG23 1:Ab:156:PRO:HD2 1.82 0.61
1:At:233:ILE:HD11 1:Aw:242:ASN:HB3 1.82 0.61
1:AG:155:THR:HG23 | 1:AG:156:PRO:HD2 1.81 0.61
1:A3:264:PRO:O 1:A3:265:ARG:HG2 2.01 0.61
1:A6:264:PRO:O 1:A6:265:ARG:HG2 2.01 0.61
1:Ad:233:ILE:HD11 1:Aj:242:ASN:HB3 1.82 0.61
1:An:200:LEU:HD22 | 1:An:276:VAL:HG21 1.82 0.61
1:As:235:ASN:HD21 1:Au:242:ASN:N 1.91 0.61
1:AN:200:LEU:HD22 | 1:AN:276:VAL:HG21 1.83 0.61
1:A3:155: THR:HG23 1:A3:156:PRO:HD2 1.82 0.61
1:Ap:155:THR:HG23 | 1:Ap:156:PRO:HD2 1.82 0.61
1:AQ:265:ARG:HG2 | 1:AQ:265:ARG:NH1 2.06 0.61
1:AV:155:THR:HG23 | 1:AV:156:PRO:HD2 1.83 0.61
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A3:200:LEU:HD22 1:A3:276:VAL:HG21 1.81 0.61
1:Ad:155: THR:HG23 1:Ad:156:PRO:HD?2 1.82 0.61
1:Ag:155:THR:HG23 | 1:Ag:156:PRO:HD2 1.82 0.61
1:AM:155:THR:HG23 | 1:AM:156:PRO:HD?2 1.82 0.61
1:A4:155:THR:HG23 1:A4:156:PRO:HD2 1.82 0.61
1:A4:264:PRO:O 1:A4:265:ARG:HG2 2.01 0.61
1:AE:264:PRO:O 1:AE:265:ARG:HG2 2.00 0.61
1:AN:155:THR:HG23 | 1:AN:156:PRO:HD2 1.83 0.61
1:AT:200:LEU:HD22 | 1:AT:276:VAL:HG21 1.81 0.61
1:A7:155: THR:HG23 1:A7:156:PRO:HD2 1.81 0.61
1:Ad:242: ASN:N 1:Ap:235:ASN:HD21 1.93 0.61
1:AU:155:THR:HG23 | 1:AU:156:PRO:HD2 1.82 0.61
1:Ag:200:LEU:HD22 | 1:Ag:276:VAL:HG21 1.82 0.61
1:Av:155: THR:HG23 1:Av:156:PRO:HD2 1.82 0.61
1:Ai:200:LEU:HD22 1:Ai:276:VAL:HG21 1.81 0.61
1:Ak:233:ILE:HD11 1:Aq:242:ASN:HB3 1.83 0.61
1:Al:264:PRO:O 1:Al:265:ARG:HG2 2.00 0.61
1:Am:264:PRO:O 1:Am:265:ARG:HG2 2.01 0.61
1:AE:242:ASN:HB3 1:AQ:233:ILE:HD11 1.83 0.60
1:Aq:155: THR:HG23 1:Aq:156:PRO:HD2 1.82 0.60
1:As:147:LEU:C 1:As:147:LEU:HD23 2.26 0.60
1:AC:264:PRO:O 1:AC:265:ARG:HG2 2.01 0.60
1:AF:155:THR:HG23 1:AF:156:PRO:HD2 1.81 0.60
1:AK:155:THR:HG23 | 1:AK:156:PRO:HD2 1.83 0.60
1:AW:155:THR:HG23 | 1:AW:156:PRO:HD2 1.81 0.60
1:AG:265:ARG:HG2 1:AG:265:ARG:NH1 2.14 0.60
1:AJ:264:PRO:O 1:AJ:265:ARG:HG2 2.01 0.60
1:A9:155: THR:HG23 1:A9:156:PRO:HD2 1.83 0.60
1:Ad:242:ASN:HB3 1:Ap:233:ILE:HD11 1.83 0.60
1:Ar:155: THR:HG23 1:Ar:156:PRO:HD2 1.82 0.60
1:A4:147.LEU:HD23 1:A4:147.LEU.C 2.26 0.60
1:Aj:155:THR:HG23 1:Aj:156:PRO:HD2 1.83 0.60
2:BG:17:THR:HG22 2:B4:18:PRO:HD2 1.83 0.60
1:A1:155: THR:HG23 1:A1:156:PRO:HD2 1.83 0.60
1:AX:242:ASN:HB3 1:A9:233:1ILE:HD11 1.83 0.60
1:A1:233:ILE:HD11 1:A7:242:ASN:HB3 1.84 0.59
1:A5:264:PRO:O 1:A5:265:ARG:HG2 2.00 0.59
1:A9:161:GLY:O 1:A9:162:SER:HB2 2.02 0.59
1:Ad:161:GLY:O 1:Ad:162:SER:HB2 2.02 0.59
1:Aw:155:THR:HG23 | 1:Aw:156:PRO:HD2 1.84 0.59
1:AZ:155:THR:HG23 | 1:AZ:156:PRO:HD2 1.85 0.59
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Atom-1 Atom-2 distance (A) overlap (A)

1:Ae:242:ASN:HB3 1:Aq:233:ILE:HD11 1.84 0.59
1:Ag:161:GLY:O 1:Ag:162:SER:HB2 2.02 0.59
1:Ai:265:ARG:HG2 1:Ai:265:ARG:NH1 2.06 0.59
1:Ax:155: THR:HG23 1:Ax:156:PRO:HD?2 1.82 0.59
1:AS:235:ASN:HD21 1:AY:242:ASN:N 1.90 0.59
1:A5:147:-LEU:HD23 1:A5:147:LEU:C 2.27 0.59
1:Ae:155: THR:HG23 1:Ae:156:PRO:HD2 1.85 0.59
1:Ah:155:THR:HG23 1:Ah:156:PRO:HD2 1.84 0.59
1:AE:155:THR:HG23 | 1:AE:156:PRO:HD2 1.83 0.59
1:A5:155: THR:HG23 1:A5:156:PRO:HD2 1.83 0.59
1:Al:233:ILE:HD11 1:Ar:242:ASN:HB3 1.84 0.59
1:AJ:161:GLY:O 1:AJ:162:SER:HB2 2.01 0.59
1:A0:155: THR:HG23 1:A0:156:PRO:HD2 1.83 0.59
1:AI:235:ASN:HD21 1:A0:242:ASN:N 1.87 0.59
1:A0:233:1ILE:HD11 1:A6:242:ASN:HB3 1.85 0.59
2:B1:18:PRO:HD2 2:Bv:17:THR:HG22 1.84 0.59
1:AG:233:ILE:HD11 1:AM:242:ASN:HB3 1.84 0.59
1:AI:155: THR:HG23 1:Al:156:PRO:HD2 1.83 0.59
1:Al:161:GLY:O 1:Al:162:SER:HB2 2.02 0.59
1:A0O:147:-LEU:C 1:A0O:147:-LEU:HD23 2.28 0.59
1:AU:147:LEU:HD23 1:AU:147:LEU:C 2.28 0.59
1:A5:161:GLY:O 1:A5:162:SER:HB2 2.03 0.58
1:At:264:PRO:O 1:At:265:ARG:HG2 2.03 0.58
1:Av:152:ASP:HB2 1:Av:169:LEU:HB2 1.84 0.58
2:BX:17:THR:HG22 2:Bh:18:PRO:HD2 1.85 0.58
1:AB:161:GLY:O 1:AB:162:SER:HB2 2.03 0.58
1:Af:155:THR:HG23 1:Af:156:PRO:HD2 1.85 0.58
1:Al:155: THR:HG23 1:Al:156:PRO:HD2 1.84 0.58
1:As:155: THR:HG23 1:As:156:PRO:HD2 1.84 0.58
1:AG:161:GLY:O 1:AG:162:SER:HB2 2.03 0.58
1:AU:233:ILE:HD11 1:A0:242:ASN:HB3 1.84 0.58
1:Af:233:ILE:HD11 1:A1:242: ASN:HB3 1.84 0.58
1:A0:146:CYS:HB3 1:A0:282:LEU:HD12 1.84 0.58
1:Ah:161:GLY:O 1:Ah:162:SER:HB2 2.04 0.58
1:Am:161:GLY:O 1:Am:162:SER:HB2 2.03 0.58
1:Ac:161:GLY:O 1:Ac:162:SER:HB2 2.04 0.58
1:Ac:233:ILE:HD11 1:Ai:242:ASN:HB3 1.85 0.58
1:Ah:233:ILE:HD11 1:An:242:ASN:HB3 1.86 0.58
1:Ax:161:GLY:O 1:Ax:162:SER:HB2 2.04 0.58
1:AG:264:PRO:O 1:AG:265:ARG:HG2 2.03 0.58
1:AX:233:ILE:HD11 1:A3:242:ASN:HB3 1.86 0.58

Continued on next page...




Page 65

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:A0:161:GLY:O 1:A0:162:SER:HB2 2.04 0.58
1:A7:147.LEU:HD23 1:A7:147:-LEU:C 2.29 0.58
1:Al:147:LEU:HD23 1:Al:147:LEU:C 2.29 0.58
1:An:161:GLY:O 1:An:162:SER:HB2 2.03 0.58
1:AE:233:ILE:HD11 1:AK:242:ASN:HB3 1.85 0.58
1:AY:147:LEU:HD23 1:AY:147:LEU:C 2.29 0.58
1:A1:147:LEU:HD23 1:A1:147:LEU:C 2.28 0.58
1:Ah:147:LEU:C 1:Ah:147:LEU:HD23 2.29 0.58
1:AM:146:CYS:HB3 | 1:AM:282:LEU:HD12 1.86 0.57
1:AV:228: THR:N 1:Ag:222:ASP:0OD1 2.34 0.57
1:AY:155:THR:HG23 | 1:AY:156:PRO:HD2 1.85 0.57
1:AM:152:ASP:HB2 1:AM:169:LEU:HB2 1.87 0.57
1:AS:146:CYS:HB3 1:AS:282:LEU:HD12 1.86 0.57
1:AU:152:ASP:HB2 1:AU:169:LEU:HB2 1.87 0.57
1:AW:233:ILE:HD11 1:A2:242:ASN:HB3 1.85 0.57
1:A7:200:LEU:HB2 1:A7:276:VAL:HG22 1.87 0.57
1:AP:161:GLY:O 1:AP:162:SER:HB2 2.04 0.57
1:AV:147:LEU:HD23 1:AV:147:LEU:C 2.30 0.57
1:AX:147:LEU:HD23 1:AX:147:LEU:C 2.30 0.57
1:A3:161:GLY:O 1:A3:162:SER:HB2 2.04 0.57
1:A7:152:ASP:HB2 1:A7:169:LEU:HB2 1.86 0.57
1:Ac:147:-LEU:HD23 1:Ac:147:LEU:C 2.29 0.57
1:Ar:161:GLY:O 1:Ar:162:SER:HB2 2.04 0.57
1:AH:233:ILE:HD11 1:AN:242:ASN:HB3 1.84 0.57
1:Ab:161:GLY:O 1:Ab:162:SER:HB2 2.04 0.57
1:AW:161:GLY:O 1:AW:162:SER:HB2 2.04 0.57
1:AB:233:ILE:HD11 1:AH:242:ASN:HB3 1.85 0.57
1:A0O:152:ASP:HB2 1:AO:169:LEU:HB2 1.87 0.57
1:Ar:152:ASP:HB2 1:Ar:169:LEU:HB2 1.87 0.57
1:Av:161:GLY:O 1:Av:162:SER:HB2 2.03 0.57
1:AT:161:GLY:O 1:AT:162:SER:HB2 2.03 0.57
1:Au:161:GLY:O 1:Au:162:SER:HB2 2.05 0.57
1:AC:233:ILE:HD11 1:AI:242:ASN:HB3 1.87 0.57
1:AH:161:GLY:O 1:AH:162:SER:HB2 2.04 0.57
1:A2:147:-LEU:HD23 1:A2:147:-LEU:C 2.30 0.57
1:Aa:147:LEU:HD23 1:Aa:147:LEU:.C 2.30 0.57
1:Ak:161:GLY:O 1:Ak:162:SER:HB2 2.04 0.57
1:Al:152:ASP:HB2 1:Al:169:LEU:HB2 1.86 0.57
1:AA:233:ILE:HD11 1:AG:242:ASN:HB3 1.86 0.57
1:AF:147:LEU:HD23 1:AF:147:LEU:C 2.30 0.57
1:AJ:155: THR:HG23 1:AJ:156:PRO:HD2 1.87 0.57
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Atom-1 Atom-2 distance (A) overlap (A)

1:Ac:155: THR:HG23 1:Ac:156:PRO:HD2 1.86 0.57
1:AL:161:GLY:O 1:AL:162:SER:HB2 2.05 0.56
1:AN:161:GLY:O 1:AN:162:SER:HB2 2.04 0.56
1:A7:161:GLY:O 1:A7:162:SER:HB2 2.03 0.56
1:Af:161:GLY:O 1:Af:162:SER:HB2 2.04 0.56
1:At:161:GLY:O 1:At:162:SER:HB2 2.04 0.56
1:AD:147:LEU:HD23 1:AD:147:-LEU:C 2.30 0.56
1:AK:264:PRO:O 1:AK:265:ARG:HG2 2.05 0.56
1:AS:161:GLY:O 1:AS:162:SER:HB2 2.05 0.56
1:A1:161:GLY:O 1:A1:162:SER:HB2 2.04 0.56
1:AA:147:-LEU:C 1:AA:147:-LEU:HD23 2.29 0.56
1:AD:242:ASN:N 1:AP:235:ASN:HD21 1.94 0.56
1:AK:152:ASP:HB2 1:AK:169:LEU:HB2 1.88 0.56
1:AL:146:CYS:HB3 1:AL:282:LEU:HD12 1.88 0.56
1:AM:200:LEU:HB2 | 1:AM:276:VAL:HG22 1.87 0.56
1:AN:152:ASP:HB2 1:AN:169:LEU:HB2 1.88 0.56
1:AS:152:ASP:HB2 1:AS:169:LEU:HB2 1.88 0.56
1:AV:161:GLY:O 1:AV:162:SER:HB2 2.05 0.56
1:AV:242:ASN:N 1:A7:235:ASN:HD21 1.90 0.56
1:A2:152:ASP:HB2 1:A2:169:LEU:HB2 1.87 0.56
1:A2:264:PRO:0O 1:A2:265:ARG:HG2 2.05 0.56
1:A8:161:GLY:O 1:A8:162:SER:HB2 2.05 0.56
2:BG:17:THR:HG22 2:B4:18:PRO:CD 2.35 0.56
1:AY:161:GLY:O 1:AY:162:SER:HB2 2.04 0.56
1:AF:161:GLY:O 1:AF:162:SER:HB2 2.05 0.56
1:AA:152:ASP:HB2 1:AA:169:LEU:HB2 1.87 0.56
1:AJ:152:ASP:HB2 1:AJ:169:LEU:HB2 1.88 0.56
1:AK:161:GLY:O 1:AK:162:SER:HB2 2.05 0.56
1:AQ:161:GLY:O 1:AQ:162:SER:HB2 2.05 0.56
1:AT:152:ASP:HB2 1:AT:169:LEU:HB2 1.88 0.56
1:A2:233:ILE:HD11 1:A8:242: ASN:HB3 1.87 0.56
1:Ae:161:GLY:O 1:Ae:162:SER:HB2 2.05 0.56
1:Aq:161:GLY:O 1:Aq:162:SER:HB2 2.05 0.56
1:AM:161:GLY:O 1:AM:162:SER:HB2 2.06 0.56
1:A4:161:GLY:O 1:A4:162:SER:HB2 2.06 0.56
1:A0:152:ASP:HB2 1:A0:169:LEU:HB2 1.87 0.56
1:Ap:147:LEU:C 1:Ap:147:LEU:HD23 2.31 0.56
1:AY:152:ASP:HB2 1:AY:169:LEU:HB2 1.88 0.56
1:AZ:161:GLY:O 1:A7:162:SER:HB2 2.05 0.56
1:Af:146:CYS:HB3 1:Af:282:LEU:HD12 1.88 0.56
1:AA:242:ASN:HB3 1:AM:233:ILE:HD11 1.87 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A9:152:ASP:HB2 1:A9:169:LEU:HB2 1.86 0.56
1:Ad:152:ASP:HB2 1:Ad:169:LEU:HB2 1.87 0.56
1:Af:152:ASP:HB2 1:Af:169:LEU:HB2 1.88 0.56
1:Au:147:LEU:HD23 1:Au:147:LEU:C 2.30 0.56
1:AE:147:LEU:HD23 1:AE:147:-LEU:C 2.31 0.56
1:AR:147:LEU:HD23 1:AR:147:LEU:C 2.31 0.56
1:AY:200:LEU:HB2 1:AY:276:VAL:HG22 1.88 0.56
1:Ab:147:LEU:C 1:Ab:147:LEU:HD23 2.31 0.56
1:A0:200:LEU:HB2 1:A0:276:VAL:HG22 1.89 0.55
1:AC:147:LEU:HD23 1:AC:147:LEU:C 2.31 0.55
1:AN:147:LEU:HD23 1:AN:147:LEU:C 2.31 0.55
1:AR:161:GLY:O 1:AR:162:SER:HB2 2.06 0.55
1:A6:152:ASP:HB2 1:A6:169:LEU:HB2 1.88 0.55
1:Aj:161:GLY:O 1:Aj:162:SER:HB2 2.06 0.55
1:Ax:152:ASP:HB2 1:Ax:169:LEU:HB2 1.89 0.55
1:AC:152:ASP:HB2 1:AC:169:LEU:HB2 1.89 0.55
1:AE:161:GLY:O 1:AE:162:SER:HB2 2.06 0.55
1:Ae:152:ASP:HB2 1:Ae:169:LEU:HB2 1.87 0.55
1:Ai:161:GLY:O 1:Ai:162:SER:HB2 2.06 0.55
1:As:233:ILE:HD11 1:Au:242:ASN:HB3 1.89 0.55
1:At:147:LEU:HD23 1:At:147:LEU:C 2.31 0.55
1:AF:242:ASN:HB3 1:AR:233:ILE:HD11 1.89 0.55
1:AP:147:LEU:HD23 1:AP:147:LEU:.C 2.32 0.55
1:AX:161:GLY:O 1:AX:162:SER:HB2 2.06 0.55
1:AC:161:GLY:O 1:AC:162:SER:HB2 2.06 0.55
1:A0:146:CYS:HB3 1:A0:282:LEU:HD12 1.88 0.55
1:A0:161:GLY:O 1:AO:162:SER:HB2 2.07 0.55
1:Aq:147:LEU:HD23 1:Aq:147:LEU:C 2.31 0.55
1:AP:152:ASP:HB2 1:AP:169:LEU:HB2 1.88 0.55
1:AY:146:CYS:HB3 1:AY:282:LEU:HD12 1.88 0.55
1:Af:147:LEU:HD23 1:Af:147:LEU:C 2.31 0.55
1:Ai:147:LEU:HD23 1:Ai:147:LEU:C 2.31 0.55
1:Au:152:ASP:HB2 1:Au:169:LEU:HB2 1.88 0.55
1:AQ:152:ASP:HB2 1:AQ:169:LEU:HB2 1.88 0.55
1:A0:146:CYS:HB3 1:A0:282:LEU:HD12 1.89 0.55
1:A0:147:LEU:HD23 1:A0:147:LEU:C 2.32 0.55
1:Ap:146:CYS:HB3 1:Ap:282:LEU:HD12 1.88 0.55
1:AA:161:GLY:O 1:AA:162:SER:HB2 2.05 0.55
1:AL:147:LEU:C 1:AIL:147:LEU:HD23 2.32 0.55
1:AS:242:ASN:HB3 1:A4:233:1ILE:HD11 1.87 0.55
1:AW:146:CYS:HB3 | 1:AW:282:LEU:HD12 1.88 0.55
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AW:152:ASP:HB2 1:AW:169:LEU:HB2 1.88 0.55
1:A9:147:LEU:HD23 1:A9:147:-LEU:C 2.32 0.55
1:Ae:147:LEU:C 1:Ae:147:LEU:HD23 2.31 0.55
1:A3:233:ILE:HD11 1:A9:242: ASN:HB3 1.88 0.55
1:A6:161:GLY:O 1:A6:162:SER:HB2 2.05 0.55
1:Am:147:LEU:HD23 1:Am:147:LEU:C 2.31 0.55
1:An:147:LEU:HD23 1:An:147:LEU:C 2.32 0.55
1:Au:146:CYS:HB3 1:Au:282:LEU:HD12 1.89 0.55
1:AB:152:ASP:HB2 1:AB:169:LEU:HB2 1.89 0.55
1:AG:147:LEU:HD23 1:AG:147:LEU:C 2.32 0.55
1:AL:152:ASP:HB2 1:AL:169:LEU:HB2 1.89 0.55
1:AM:147:LEU:HD23 1:AM:147:LEU:C 2.32 0.55
1:AS:200:LEU:HB2 1:AS:276:VAL:HG22 1.88 0.55
1:A2:161:GLY:O 1:A2:162:SER:HB2 2.05 0.55
1:A8:146:CYS:HB3 1:A8:282:LEU:HD12 1.89 0.55
1:Ap:161:GLY:O 1:Ap:162:SER:HB2 2.06 0.55
1:As:152:ASP:HB2 1:As:169:LEU:HB2 1.89 0.55
1:As:161:GLY:O 1:As:162:SER:HB2 2.07 0.55
1:Aw:152:ASP:HB2 1:Aw:169:LEU:HB2 1.89 0.55
2:B1:17:THR:HA 2:Bv:17:THR:HG22 1.88 0.9
1:AD:235:ASN:HD21 1:AJ:242:ASN:N 1.92 0.54
1:A7:152:ASP:HB2 1:AZ:169:LEU:HB2 1.89 0.54
1:A3:152:ASP:HB2 1:A3:169:LEU:HB2 1.89 0.54
1:AR:147:LEU:HD23 1:A8:147:LEU:.C 2.32 0.54
1:Ar:147:LEU:HD23 1:Ar:147:LEU:C 2.32 0.54
1:AJ:233:ILE:HD11 1:AP:242:ASN:HB3 1.88 0.54
1:AK:147:LEU:HD23 1:AK:147:LEU:C 2.32 0.54
1:AI:146:CYS:HB3 1:AI:282:LEU:HD12 1.89 0.54
1:Al:152:ASP:HB2 1:Al:169:LEU:HB2 1.88 0.54
1:AI:161:GLY:O 1:Al:162:SER:HB2 2.05 0.54
1:AK:146:CYS:HB3 1:AK:282:LEU:HD12 1.90 0.54
1:AV:159:GLN:NE2 1:AV:267:ASN:HA 2.22 0.54
1:AZ:235:ASN:HD21 1:A5:242: ASN:N 1.92 0.54
1:A0:152:ASP:HB2 1:A0:169:LEU:HB2 1.89 0.54
1:Ab:146:CYS:HB3 1:Ab:282:LEU:HD12 1.88 0.54
1:Ac:152:ASP:HB2 1:Ac:169:LEU:HB2 1.89 0.54
1:Am:261:LEU:HD23 1:Am:261:LEU:C 2.32 0.54
1:AD:200:LEU:HB2 1:AD:276:VAL:HG22 1.89 0.54
1:AV:235:ASN:HD21 1:A1:242:ASN:N 1.93 0.54
1:A4:152:ASP:HB2 1:A4:169:LEU:HB2 1.89 0.54
1:Ae:146:CYS:HB3 1:Ae:282:LEU:HD12 1.88 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:Ak:146:CYS:HB3 1:Ak:282:LEU:HD12 1.90 0.54

1:A0:161:GLY:O 1:A0:162:SER:HB2 2.05 0.54
1:At:152:ASP:HB2 1:At:169:LEU:HB2 1.89 0.54
1:AA:264:PRO:HG2 2:BA:28:LEU:HB2 1.90 0.54
1:AH:152:ASP:HB2 1:AH:169:LEU:HB2 1.88 0.54

1:Aa:161:GLY:O 1:Aa:162:SER:HB2 2.06 0.54
1:Ag:147:LEU:HD23 1:Ag:147:LEU:C 2.32 0.54
1:AG:152:ASP:HB2 1:AG:169:LEU:HB2 1.88 0.54

1:AZ:147:LEU:C 1:AZ:147:LEU:HD23 2.33 0.54
1:AR:152:ASP:HB2 1:AR:169:LEU:HB2 1.88 0.54
1:Aw:200:LEU:HB2 1:Aw:276:VAL:HG22 1.90 0.54
1:AA:146:CYS:HB3 1:AA:282:LEU:HD12 1.89 0.54
1:AY:233:ILE:HD11 1:A4:242:ASN:HB3 1.90 0.54
1:AY:264:PRO:HG2 2:BY:28:LEU:HB2 1.89 0.54
1:A1:152:ASP:HB2 1:A1:169:LEU:HB2 1.89 0.54
1:A6:200:LEU:HB2 1:A6:276:VAL:HG22 1.90 0.54
1:Ak:152:ASP:HB2 1:Ak:169:LEU:HB2 1.89 0.54
1:As:146:CYS:HB3 1:As:282:LEU:HD12 1.89 0.54
1:A4:146:CYS:HB3 1:A4:282:LEU:HD12 1.90 0.54
1:Ab:242:ASN:HB3 1:An:233:ILE:HD11 1.88 0.54
1:Ag:159:GLN:NE2 1:Ag:267:ASN:HA 2.22 0.54

1:A3:147:LEU:C 1:A3:147:LEU:HD23 2.33 0.54
1:Ag:264:PRO:HG2 2:Bg:28:LEU:HB2 1.89 0.54
1:AE:152:ASP:HB2 1:AE:169:LEU:HB2 1.89 0.53
1:AX:152:ASP:HB2 1:AX:169:LEU:HB2 1.89 0.53
1:Ag:146:CYS:HB3 1:Ag:282:LEU:HD12 1.88 0.53
1:Au:261:LEU:HD23 1:Au:261:LEU:C 2.33 0.53
1:Aw:146:CYS:HB3 1:Aw:282:LEU:HD12 1.91 0.53
1:AD:152:ASP:HB2 1:AD:169:LEU:HB2 1.90 0.53
1:AX:200:LEU:HB2 1:AX:276:VAL:HG22 1.89 0.53
1:A6:146:CYS:HB3 1:A6:282:LEU:HD12 1.90 0.53
1:Ab:152:ASP:HB2 1:Ab:169:LEU:HB2 1.90 0.53
1:Av:146:CYS:HB3 1:Av:282:LEU:HD12 1.90 0.53

1:AL:147:LEU:C 1:AL:147:LEU:HD23 2.33 0.53
1:Ac:198:GLN:HA 1:Ac:245:CYS:O 2.09 0.53

1:AU:161:GLY:O 1:AU:162:SER:HB2 2.07 0.53

1:AU:261:LEU:C 1:AU:261:LEU:HD23 2.33 0.53
1:A4:159:GLN:NE2 1:A4:267:ASN:HA 2.22 0.53
1:Ai:146:CYS:HB3 1:Ai:282:LEU:HD12 1.90 0.53
2:B1:17: THR:HG22 2:Bv:17:THR:HA 1.90 0.93
1:AB:242:ASN:HB3 1:AN:233:ILE:HD11 1.90 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AH:146:CYS:HB3 1:AH:282:LEU:HD12 1.90 0.53
1:AQ:146:CYS:HB3 | 1:AQ:282:LEU:HD12 1.89 0.53
1:Ad:146:CYS:HB3 1:Ad:282:LEU:HD12 1.90 0.53
1:Ai:152:ASP:HB2 1:Ai:169:LEU:HB2 1.89 0.53
1:AR:146:CYS:HB3 1:AR:282:LEU:HD12 1.90 0.53
1:A5:152:ASP:HB2 1:A5:169:LEU:HB2 1.89 0.53
1:Ah:152:ASP:HB2 1:Ah:169:LEU:HB2 1.91 0.53
1:Av:147:LEU:C 1:Av:147:LEU:HD23 2.33 0.53
1:AD:161:GLY:O 1:AD:162:SER:HB2 2.08 0.53
1:AH:264:PRO:HG2 2:BH:28:LEU:HB2 1.90 0.53
1:AJ:147:LEU:HD23 1:AJ:147:LEU:C 2.33 0.53
1:AR:152:ASP:HB2 1:AR:169:LEU:HB2 1.91 0.53
1:Aa:242:ASN:HB3 1:Am:233:ILE:HD11 1.89 0.53
1:Ad:159:GLN:NE2 1:Ad:267:ASN:HA 2.23 0.53
1:Ak:200:LEU:HB2 1:Ak:276:VAL:HG22 1.89 0.53
1:Aw:161:GLY:O 1:Aw:162:SER:HB2 2.07 0.53
1:As:242:ASN:N 1:Av:235:ASN:HD21 1.95 0.53
1:Ax:147:LEU:HD23 1:Ax:147:LEU:C 2.33 0.53
1:AF:233:ILE:HD11 1:AL:242:ASN:HB3 1.89 0.53
1:A0:200:LEU:HB2 1:A0:276:VAL:HG22 1.91 0.53
1:AF:146:CYS:HB3 1:AF:282:LEU:HD12 1.91 0.53
1:AL:264:PRO:HG2 2:BL:28:LEU:HB2 1.92 0.53
1:AX:264:PRO:HG2 2:BX:28:LEU:HB2 1.91 0.53
1:A5:200:LEU:HB2 1:A5:276:VAL:HG22 1.91 0.53
1:A8:200:LEU:HB2 1:A8:276:VAL:HG22 1.91 0.53
1:A0:264:PRO:HG2 2:Bo:28:LEU:HB2 1.91 0.53
1:Aw:147:LEU:HD23 1:Aw:147:LEU:C 2.34 0.53
1:AE:146:CYS:HB3 1:AE:282:LEU:HD12 1.90 0.52
1:AW:200:LEU:HB2 | 1:AW:276:VAL:HG22 1.91 0.52
1:Ah:146:CYS:HB3 1:Ah:282:LEU:HD12 1.90 0.52
2:Bb:38:LEU:N 2:Bb:38:LEU:HD12 2.24 0.52
1:AH:198:GLN:HA 1:AH:245:CYS:0O 2.10 0.52
1:AV:264:PRO:HG2 2:BV:28.LEU:HB2 1.90 0.52
1:Ar:146:CYS:HB3 1:Ar:282:LEU:HD12 1.91 0.52
1:Ar:200:LEU:HB2 1:Ar:276:VAL:HG22 1.90 0.52
2:B7:38:LEU:N 2:B7:38:LEU:HD12 2.24 0.52
1:AW:159:GLN:NE2 1:AW:267:ASN:HA 2.24 0.52
1:AE:264:PRO:HG2 2:BE:28.LEU:HB2 1.92 0.52
1:AT:146:CYS:HB3 1:AT:282:LEU:HD12 1.92 0.52
1:AW:261:LEU:HD23 1:AW:261:LEU:C 2.35 0.52
1:Am:200:LEU:HB2 | 1:Am:276:VAL:HG22 1.90 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:Bp:21:PRO:O 2:Bp:22:ALA:HB3 2.08 0.52
1:AK:159:GLN:NE2 1:AK:267:ASN:HA 2.25 0.52
1:A2:146:CYS:HB3 1:A2:282:LEU:HD12 1.92 0.52
1:A9:159:GLN:NE2 1:A9:267:ASN:HA 2.23 0.52
1:Aa:152:ASP:HB2 1:Aa:169:LEU:HB2 1.92 0.52
1:Aa:200:LEU:HB2 1:Aa:276:VAL:HG22 1.91 0.52
1:Ai:201:TYR:OH 1:Ai:210:HIS:HD2 1.92 0.52
1:A0:159:GLN:NE2 1:A0:267:ASN:HA 2.24 0.52
1:Aq:146:CYS:HB3 1:Aq:282:LEU:HD12 1.90 0.52
2:Bu:21:PRO:O 2:Bu:22:ALA:HB3 2.10 0.52
1:AC:200:LEU:HB2 1:AC:276:VAL:HG22 1.91 0.52
1:AN:146:CYS:HB3 1:AN:282:LEU:HD12 1.91 0.52
1:AQ:264:PRO:HG2 2:BQ:28:LEU:HB2 1.91 0.52
1:Aj:200:LEU:HB2 1:Aj:276:VAL:HG22 1.91 0.52
1:Aq:152:ASP:HB2 1:Aq:169:LEU:HB2 1.90 0.52
1:AF:152:ASP:HB2 1:AF:169:LEU:HB2 1.90 0.52
1:AI:200:LEU:HB2 1:Al:276:VAL:HG22 1.91 0.52
1:AQ:147:LEU:HD23 1:AQ:147:LEU:C 2.35 0.52
1:AY:198:GLN:HA 1:AY:245:CYS:O 2.08 0.52
1:A6:264:PRO:HG2 2:B6:28:LEU:HB2 1.92 0.52
1:A7:146:CYS:HB3 1:A7:282:LEU:HD12 1.91 0.52
1:Ai:198:GLN:O 1:Ai:277: THR:HA 2.10 0.52
1:An:264:PRO:HG2 2:Bn:28:LEU:HB2 1.92 0.52
2:BL:38:LEU:N 2:BL:38:LEU:HD12 2.25 0.52
2:Bt:21:PRO:O 2:Bt:22:ALA:HB3 2.10 0.52
1:AE:200:LEU:HB2 1:AE:276:VAL:HG22 1.92 0.52
1:A0O:200:LEU:HB2 1:A0:276:VAL:HG22 1.91 0.52
1:A0:264:PRO:HG2 2:BO:28:LEU:HB2 1.91 0.52
1:AP:146:CYS:HB3 1:AP:282:LEU:HD12 1.92 0.52
1:AP:200:LEU:HB2 1:AP:276:VAL:HG22 1.92 0.52
1:Ac:159:GLN:NE2 1:Ac:267:ASN:HA 2.25 0.52
1:Ag:152:ASP:HB2 1:Ag:169:LEU:HB2 1.90 0.52
2:Bw:38:LEU:HD12 2:Bw:38:LEU:N 2.24 0.52
1:AK:200:LEU:HB2 | 1:AK:276:VAL:HG22 1.92 0.52
1:A2:159:GLN:NE2 1:A2:267:ASN:HA 2.25 0.52
1:A2:261:LEU:HD23 1:A2:261:LEU:C 2.35 0.52
1:A6:159:GLN:NE2 1:A6:267:ASN:HA 2.25 0.52
1:Ad:147:LEU:HD23 1:Ad:147:LEU:C 2.34 0.52
1:Af:200:LEU:HB2 1:Af:276:VAL:HG22 1.90 0.52
1:A1:200:LEU:HB2 1:A1:276:VAL:HG22 1.92 0.52
1:Aq:200:LEU:HB2 1:Aq:276:VAL:HG22 1.92 0.52
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Atom-1 Atom-2 distance (A) overlap (A)

2:Bg:38:LEU:HD12 2:Bg:38:LEU:N 2.24 0.52
1:AA:159:GLN:NE2 1:AA:267:ASN:HA 2.24 0.52
1:AC:261:LEU:HD23 1:AC:261:LEU:C 2.35 0.52
1:Al:264:PRO:HG2 2:BI:28:LEU:HB2 1.91 0.52
1:AW:147:LEU:C 1:AW:147:LEU:HD23 2.35 0.52
1:Ac:261:LEU:C 1:Ac:261:LEU:HD23 2.35 0.52
1:Af:159:GLN:NE2 1:Af:267:ASN:HA 2.25 0.52
1:Ah:198:GLN:HA 1:Ah:245:CYS:0O 2.10 0.52
1:Aj:147:LEU:HD23 1:Aj:147:LEU:C 2.34 0.52
1:Al:146:CYS:HB3 1:Al:282:LEU:HD12 1.91 0.52
1:Ap:152: ASP:HB2 1:Ap:169:LEU:HB2 1.91 0.52
1:Ap:200:LEU:HB2 1:Ap:276:VAL:HG22 1.92 0.52
1:As:264:PRO:HG2 2:Bs:28:LEU:HB2 1.92 0.52
2:BP:18:PRO:CD 2:Bd:17:-THR:HG22 2.40 0.52
2:Bh:21:PRO:O 2:Bh:22:ALA:HB3 2.10 0.52
1:An:152:ASP:HB2 1:An:169:LEU:HB2 1.91 0.51
1:AV:152:ASP:HB2 1:AV:169:LEU:HB2 1.90 0.51
1:AZ:200:LEU:HB2 1:AZ:276:VAL:HG22 1.91 0.51
1:Aa:159:GLN:NE2 1:Aa:267:ASN:HA 2.25 0.51
1:Ac:264:PRO:HG2 2:Bc:28:LEU:HB2 1.93 0.51
1:Ak:147:LEU:C 1:Ak:147:LEU:HD23 2.36 0.51
1:At:200:LEU:HB2 1:At:276:VAL:HG22 1.92 0.51
2:BH:38:LEU:HD12 2:BH:38:LEU:N 2.25 0.51
2:Bh:38:LEU:N 2:Bh:38:LEU:HD12 2.26 0.51
1:AP:159:GLN:NE2 1:AP:267:ASN:HA 2.25 0.51
1:A3:264:PRO:HG2 2:B3:28:LEU:HB2 1.93 0.51
1:Ac:146:CYS:HB3 1:Ac:282:LEU:HD12 1.91 0.51
1:Aq:198:GLN:HA 1:Aq:245:CYS:O 2.10 0.51
2:Bo:38:LEU:HD12 2:Bo:38:LEU:N 2.26 0.51
1:AB:201:TYR:OH 1:AB:210:HIS:HD2 1.93 0.51
1:AH:159:GLN:NE2 1:AH:267:ASN:HA 2.25 0.51
1:A1:200:LEU:HB2 1:A1:276:VAL:HG22 1.93 0.51
1:A4:261:LEU:C 1:A4:261:LEU:HD23 2.35 0.51
1:A5:261:LEU:HD23 1:A5:261:LEU:C 2.35 0.51
1:Ah:261:LEU:HD23 1:Ah:261:LEU:C 2.36 0.51
1:Ar:264:PRO:HG2 2:Br:28:LEU:HB2 1.92 0.51
2:B8:38:LEU:N 2:B8:38:LEU:HD12 2.25 0.51
1:AI:261:LEU:HD23 1:Al:261:LEU:C 2.35 0.51
1:AL:261:LEU:HD23 1:AL:261:LEU:C 2.35 0.51
1:AN:264:PRO:HG2 2:BN:28:LEU:HB2 1.93 0.51
1:A5:264:PRO:HG2 2:B5:28:LEU:HB2 1.91 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:Aa:146:CYS:HB3 1:Aa:282:LEU:HD12 1.93 0.51
1:Aa:261:LEU:HD23 1:Aa:261:LEU:C 2.36 0.51
1:Aa:264:PRO:HG2 2:Ba:28:LEU:HB2 1.93 0.51
2:BF:38:LEU:N 2:BF:38:LEU:HD12 2.25 0.51
2:BI:38:LEU:N 2:BI:38:LEU:HD12 2.26 0.51
2:BT:21:PRO:O 2:BT:22:ALA:HB3 2.10 0.51
2:B0:38:LEU:N 2:B0:38:LEU:HD12 2.26 0.51
1:AA:200:LEU:HB2 1:AA:276:VAL:HG22 1.92 0.51
1:AC:146:CYS:HB3 1:AC:282:LEU:HD12 1.91 0.51
1:AM:159:GLN:NE2 1:AM:267:ASN:HA 2.25 0.51
1:A0:147:LEU:C 1:A0:147:LEU:HD23 2.36 0.51
1:A6:147:LEU:C 1:A6:147:LEU:HD23 2.36 0.51
1:Ab:264:PRO:HG2 2:Bb:28:LEU:HB2 1.93 0.51
1:Ax:264:PRO:HG2 2:Bx:28:LEU:HB2 1.92 0.51
2:BA:38:LEU:N 2:BA:38:LEU:HD12 2.25 0.51
2:BP:38:LEU:HD12 2:BP:38:LEU:N 2.26 0.51
2:Bv:38:LEU:N 2:Bv:38:LEU:HD12 2.26 0.51
1:AB:261:LEU:C 1:AB:261:LEU:HD23 2.36 0.51
1:AD:261:LEU:HD23 1:AD:261:LEU:C 2.35 0.51
1:AD:264:PRO:HG2 2:BD:28:LEU:HB2 1.92 0.51
1:AM:264:PRO:HG2 2:BM:28:LEU:HB2 1.92 0.51
1:AT:147:LEU:HD23 1:AT:147:LEU:C 2.35 0.51
1:AX:146:CYS:HB3 1:AX:282:LEU:HD12 1.91 0.51
1:Am:146:CYS:HB3 1:Am:282:LEU:HD12 1.93 0.51
1:Ax:146:CYS:HB3 1:Ax:282:LEU:HD12 1.93 0.51
2:BD:21:PRO:O 2:BD:22:ALA:HB3 2.09 0.51
2:B1:38:LEU:HD12 2:B1:38:LEU:N 2.26 0.51
2:Bi:21:PRO:O 2:Bi:22:ALA:HB3 2.11 0.51
2:Bk:38:LEU:N 2:Bk:38:LEU:HD12 2.26 0.51
2:Bs:21:PRO:O 2:Bs:22:ALA:HB3 2.10 0.51
2:Bt:38:LEU:HD12 2:Bt:38:LEU:N 2.25 0.51
1:AB:159:GLN:NE2 1:AB:267:ASN:HA 2.24 0.51
1:AU:159:GLN:NE2 1:AU:267:ASN:HA 2.26 0.51
1:AV:198:GLN:HA 1:AV:245:CYS:0O 2.11 0.51
1:AW:264:PRO:HG2 2:BW:28:LEU:HB2 1.92 0.51
1:A3:159:GLN:NE2 1:A3:267:ASN:HA 2.25 0.51
1:A9:200:LEU:HB2 1:A9:276:VAL:HG22 1.92 0.51
1:Ag:261:LEU:HD23 1:Ag:261:LEU:C 2.36 0.51
1:Ap:198:GLN:HA 1:Ap:245:CYS:0 2.10 0.51
1:As:159:GLN:NE2 1:As:267:ASN:HA 2.23 0.51
1:Av:200:LEU:HB2 1:Av:276:VAL:HG22 1.92 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:Bn:38:LEU:HD12 2:Bn:38:LEU:N 2.26 0.51
1:AG:146:CYS:HB3 1:AG:282:LEU:HD12 1.91 0.51
1:AJ:146:CYS:HB3 1:AJ:282:LEU:HD12 1.93 0.51
1:AS:147:LEU:HD23 1:AS:147:LEU:C 2.35 0.51
1:A0:159:GLN:NE2 1:A0:267:ASN:HA 2.26 0.51
1:A2:201:TYR:OH 1:A2:210:HIS:HD2 1.94 0.51
1:A8:159:GLN:NE2 1:A8:267:ASN:HA 2.21 0.51
1:Af:264:PRO:HG2 2:Bf:28:LEU:HB2 1.92 0.51
1:AJ:200:LEU:HB2 1:AJ:276:VAL:HG22 1.92 0.51
1:AX:201:TYR:OH 1:AX:210:HIS:HD2 1.93 0.51
1:AX:203:ASP:CB 1:AX:208:MET:HE2 2.41 0.51
1:A9:146:CYS:HB3 1:A9:282:LEU:HD12 1.93 0.51
1:Ac:230:PHE:CE2 1:Ac:249:GLY:HA3 2.46 0.51
1:An:146:CYS:HB3 1:An:282:LEU:HD12 1.91 0.51
1:Ar:159:GLN:NE2 1:Ar:267:ASN:HA 2.26 0.51
1:Ax:159:GLN:NE2 1:Ax:267:ASN:HA 2.24 0.51
2:BI:21:PRO:O 2:BI:22:ALA:HB3 2.11 0.51
2:BT:38:LEU:N 2:BT:38:LEU:HD12 2.26 0.51
1:AA:198:GLN:HA 1:AA:245:CYS:O 2.11 0.50
1:AB:147:LEU:HD23 1:AB:147:LEU:C 2.36 0.50
1:Ag:230:PHE:CE2 1:Ag:249:GLY:HA3 2.46 0.50
1:Aj:159:GLN:NE2 1:Aj:267:ASN:HA 2.26 0.50
2:B7:38:LEU:HD12 2:B7:38:LEU:N 2.27 0.50
2:Bx:21:PRO:O 2:Bx:22:ALA:HB3 2.11 0.50
1:AN:230:PHE:CE2 1:AN:249:GLY:HA3 2.46 0.50
1:A4:264:PRO:HG2 2:B4:28:LEU:HB2 1.93 0.50
1:A7:159:GLN:NE2 1:A7:267:ASN:HA 2.27 0.50
1:A1:200:LEU:HB2 1:A1:276:VAL:HG22 1.94 0.50
2:Bi:38:LEU:HD12 2:Bi:38:LEU:N 2.26 0.50
1:AG:261:LEU:C 1:AG:261:LEU:HD23 2.36 0.50
1:AM:201:TYR:OH 1:AM:210:HIS:HD2 1.93 0.50
1:AM:261:LEU:C 1:AM:261:LEU:HD23 2.36 0.50
1:AN:159:GLN:NE2 1:AN:267:ASN:HA 2.25 0.50
1:AQ:261:LEU:HD23 1:AQ:261:LEU:C 2.36 0.50
1:AS:159:GLN:NE2 1:AS:267:ASN:HA 2.25 0.50
1:Ai:261:LEU:C 1:Ai:261:LEU:HD23 2.35 0.50
2:BX:21:PRO:O 2:BX:22:ALA:HB3 2.11 0.50
2:B7:21:PRO:O 2:B7:22:ALA:HB3 2.12 0.50
1:AH:147:LEU:HD23 1:AH:147:LEU:C 2.36 0.50
1:AS:261:LEU:HD23 1:AS:261:LEU:C 2.37 0.50
1:AS:264:PRO:HG2 2:BS:28:LEU:HB2 1.94 0.50
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1:AU:200:LEU:HB2 1:AU:276:VAL:HG22 1.94 0.50
1:A3:201:TYR:OH 1:A3:210:HIS:HD2 1.93 0.50
1:A7:264:PRO:HG2 2:B7:28:LEU:HB2 1.94 0.50
1:Al:159:GLN:NE2 1:Al:267:ASN:HA 2.25 0.50
1:As:200:LEU:HB2 1:As:276:VAL:HG22 1.93 0.50
1:Ax:261:LEU:HD23 1:Ax:261:LEU:C 2.37 0.50
2:BV:18:PRO:HD3 2:Bg:17:THR:HG22 1.92 0.50
2:B1:18:PRO:CD 2:Bv:17:THR:HG22 2.41 0.50
2:Bd:21:PRO:O 2:Bd:22:ALA:HB3 2.12 0.50
1:AB:200:LEU:HB2 1:AB:276:VAL:HG22 1.93 0.50
1:AE:198:GLN:HA 1:AE:245:CYS:O 2.12 0.50
1:AJ:264:PRO:HG2 2:BJ:28:LEU:HB2 1.92 0.50
1:A0O:159:GLN:NE2 1:AO:267:ASN:HA 2.25 0.50
1:AY:159:GLN:NE2 1:AY:267:ASN:HA 2.25 0.50
1:A3:261:LEU:HD23 1:A3:261:LEU:C 2.36 0.50
1:Ah:264:PRO:HG2 2:Bh:28:LEU:HB2 1.94 0.50
1:Aq:261:LEU:C 1:Aq:261:LEU:HD23 2.36 0.50
2:BU:21:PRO:O 2:BU:22:ALA:HB3 2.11 0.50
2:BX:38:LEU:HD12 2:BX:38:LEU:N 2.27 0.50
2:Bq:38:LEU:HD12 2:Bq:38:LEU:N 2.27 0.50
2:Bw:21:PRO:O 2:Bw:22:ALA:HB3 2.11 0.50
1:AD:198:GLN:HA 1:AD:245:CYS:0O 2.12 0.50
1:AH:200:LEU:HB2 1:AH:276:VAL:HG22 1.93 0.50
1:AM:203:ASP:CB 1:AM:208: MET:HE2 2.42 0.50
1:AN:203:ASP:CB 1:AN:208:MET:HE2 2.42 0.50
1:AQ:159:GLN:NE2 1:AQ:267:ASN:HA 2.23 0.50
1:AR:201:TYR:OH 1:AR:210:HIS:HD2 1.95 0.50
1:A2:200:LEU:HB2 1:A2:276:VAL:HG22 1.92 0.50
1:Ah:200:LEU:HB2 1:Ah:276:VAL:HG22 1.92 0.50
1:At:198:GLN:HA 1:At:245:CYS:0O 2.12 0.50
2:BE:38:LEU:HD12 2:BE:38:LEU:N 2.27 0.50
2:B3:38:LEU:N 2:B3:38:LEU:HD12 2.26 0.50
2:Bk:21:PRO:O 2:Bk:22:ALA:HB3 2.12 0.50
1:AB:203:ASP:CB 1:AB:208:MET:HE2 2.41 0.50
1:AZ:146:CYS:HB3 1:AZ:282:LEU:HD12 1.93 0.50
1:A3:146:CYS:HB3 1:A3:282:LEU:HD12 1.94 0.50
1:A4:198:GLN:HA 1:A4:245:CYS:0O 2.11 0.50
1:A8:264:PRO:HG2 2:B8:28:LEU:HB2 1.93 0.50
1:Ag:198:GLN:HA 1:Ag:245:CYS:O 2.11 0.50
1:Ak:230:PHE:CE2 1:Ak:249:GLY:HA3 2.47 0.50
1:Aq:264:PRO:HG2 2:Bq:28:LEU:HB2 1.94 0.50
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2:BL:21:PRO:O 2:BL:22:ALA:HB3 2.12 0.50
2:B4:21:PRO:O 2:B4:22:ALA:HB3 2.12 0.50
2:B5:21:PRO:O 2:B5:22:ALA:HB3 2.10 0.50
2:Bm:38:LEU:N 2:Bm:38:LEU:HD12 2.27 0.50
1:AL:200:LEU:HB2 1:AL:276:VAL:HG22 1.92 0.50
1:AP:261:LEU:HD23 1:AP:261:LEU:C 2.37 0.50
1:A1:198:GLN:O 1:A1:277:THR:HA 2.12 0.50
1:Aw:159:GLN:NE2 1:Aw:267:ASN:HA 2.25 0.50
2:BC:21:PRO:O 2:BC:22:ALA:HB3 2.11 0.50
2:BN:38:LEU:N 2:BN:38:LEU:HD12 2.26 0.50
2:Ba:38:LEU:HD12 2:Ba:38:LEU:N 2.27 0.50
1:A6:201:TYR:OH 1:A6:210:HIS:HD2 1.94 0.50
1:Aj:152:ASP:HB2 1:Aj:169:LEU:HB2 1.93 0.50
1:An:203:ASP:CB 1:An:208:MET:HE2 2.41 0.50
1:At:146:CYS:HB3 1:At:282:LEU:HD12 1.93 0.50
2:BQ:38:LEU:N 2:BQ:38:LEU:HD12 2.26 0.50
2:BS:38:LEU:HD12 2:BS:38:LEU:N 2.26 0.50
2:Bn:21:PRO:O 2:Bn:22:ALA:HB3 2.12 0.50
2:Bq:21:PRO:0O 2:Bq:22:ALA:HB3 2.11 0.50
2:Bv:21:PRO:O 2:Bv:22:ALA:HB3 2.12 0.50
1:AD:146:CYS:HB3 1:AD:282:LEU:HD12 1.94 0.49
1:AE:159:GLN:NE2 1:AE:267:ASN:HA 2.26 0.49
1:AF:261:LEU:HD23 1:AF:261:LEU:C 2.37 0.49
1:AV:261:LEU:HD23 1:AV:261:LEU:C 2.36 0.49
1:AZ:264:PRO:HG2 2:B7:28:LEU:HB2 1.94 0.49
1:Ad:200:LEU:HB2 1:Ad:276:VAL:HG22 1.93 0.49
1:Aj:146:CYS:HB3 1:Aj:282:LEU:HD12 1.94 0.49
1:Am:159:GLN:NE2 1:Am:267:ASN:HA 2.26 0.49
1:Ap:264:PRO:HG2 2:Bp:28:LEU:HB2 1.93 0.49
1:Aq:159:GLN:NE2 1:Aq:267:ASN:HA 2.26 0.49
1:Au:200:LEU:HB2 1:Au:276:VAL:HG22 1.93 0.49
2:BV:38:LEU:HD12 2:BV:38:LEU:N 2.27 0.49
2:B1:21:PRO:O 2:B1:22:ALA:HB3 2.11 0.49
2:B9:38:LEU:HD12 2:B9:38:LEU:N 2.27 0.49
2:Bj:21:PRO:O 2:Bj:22:ALA:HB3 2.12 0.49
2:Br:38:LEU:HD12 2:Br:38:LEU:N 2.27 0.49
1:AA:261:LEU:HD23 1:AA:261:LEU:C 2.36 0.49
1:AK:264:PRO:HG2 2:BK:28:LEU:HB2 1.94 0.49
1:AQ:200:LEU:HB2 | 1:AQ:276:VAL:HG22 1.94 0.49
1:AU:264:PRO:HG2 2:BU:28:LEU:HB2 1.94 0.49
1:AY:261:LEU:HD23 1:AY:261:LEU:C 2.37 0.49
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1:AZ:159:GLN:NE2 1:AZ:267:ASN:HA 2.26 0.49
1:A1:146:CYS:HB3 1:A1:282:LEU:HD12 1.93 0.49
1:A2:198:GLN:HA 1:A2:245:CYS:0O 2.12 0.49
1:A2:264:PRO:HG2 2:B2:28:LEU:HB2 1.94 0.49
1:A9:198:GLN:HA 1:A9:245:CYS:O 2.12 0.49
1:Af:198:GLN:HA 1:Af:245:CYS:0O 2.12 0.49
1:Ak:264:PRO:HG2 2:Bk:28:LEU:HB2 1.94 0.49
1:A1:203:ASP:CB 1:Al:208:MET:HE2 2.42 0.49
2:BZ7:21:PRO:O 2:B7:22:ALA:HB3 2.12 0.49
1:AU:146:CYS:HB3 1:AU:282:LEU:HD12 1.93 0.49
2:BP:21:PRO:O 2:BP:22:ALA:HB3 2.12 0.49
2:Be:21:PRO:O 2:Be:22:ALA:HB3 2.12 0.49
1:AM:198:GLN:HA 1:AM:245:CYS:O 2.13 0.49
1:Ak:159:GLN:NE2 1:Ak:267:ASN:HA 2.24 0.49
1:Am:152:ASP:HB2 1:Am:169:LEU:HB2 1.95 0.49
1:Ax:198:GLN:HA 1:Ax:245:CYS:0O 2.13 0.49
2:BB:21:PRO:O 2:BB:22:ALA:HB3 2.13 0.49
2:BO:38:LEU:N 2:BO:38:LEU:HD12 2.27 0.49
2:BQ:21:PRO:O 2:BQ:22:ALA:HB3 2.12 0.49
1:AG:159:GLN:NE2 1:AG:267:ASN:HA 2.27 0.49
1:AI:203:ASP:CB 1:AI:208:-MET:HE2 2.42 0.49
1:AZ:230:PHE:CE2 1:AZ:249:GLY:HA3 2.48 0.49
1:Ae:198:GLN:HA 1:Ae:245:CYS:O 2.13 0.49
1:Ae:264:PRO:HG2 2:Be:28:LEU:HB2 1.95 0.49
1:Ag:200:LEU:HB2 1:Ag:276:VAL:HG22 1.95 0.49
1:Aj:198:GLN:HA 1:Aj:245:CYS:O 2.13 0.49
1:Al:261:LEU:HD23 1:Al:261:LEU:C 2.37 0.49
1:As:203:ASP:CB 1:As:208:MET:HE2 2.42 0.49
2:B2:38:LEU:HD12 2:B2:38:LEU:N 2.27 0.49
2:B6:21:PRO:O 2:B6:22:ALA:HB3 2.12 0.49
2:Bm:21:PRO:O 2:Bm:22:ALA:HB3 2.12 0.49
1:AL:159:GLN:NE2 1:AL:267:ASN:HA 2.25 0.49
1:AR:159:GLN:NE2 1:AR:267:ASN:HA 2.25 0.49
1:AX:159:GLN:NE2 1:AX:267:ASN:HA 2.25 0.49
1:A1:159:GLN:NE2 1:A1:267:ASN:HA 2.27 0.49
1:A5:146:CYS:HB3 1:A5:282:LEU:HD12 1.94 0.49
1:A5:159:GLN:NE2 1:A5:267:ASN:HA 2.27 0.49
1:A9:264:PRO:HG2 2:B9:28:LEU:HB2 1.93 0.49
1:Ae:201:TYR:OH 1:Ae:210:HIS:HD2 1.96 0.49
1:Am:264:PRO:HG2 2:Bm:28:LEU:HB2 1.94 0.49
2:BV:21:PRO:O 2:BV:22:ALA:HB3 2.12 0.49
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2:BW:21:PRO:O 2:BW:22:ALA:HB3 2.13 0.49
2:B0:21:PRO:0O 2:B0:22:ALA:HB3 2.12 0.49
1:AB:146:CYS:HB3 1:AB:282:LEU:HD12 1.94 0.49
1:AF:264:PRO:HG2 2:BF:28:LEU:HB2 1.94 0.49
1:AR:261:LEU:HD23 1:AR:261:LEU:C 2.37 0.49
1:AR:264:PRO:HG2 2:BR:28:LEU:HB2 1.93 0.49
1:Ab:159:GLN:NE2 1:Ab:267:ASN:HA 2.25 0.49
1:As:261:LEU:HD23 1:As:261:LEU:C 2.38 0.49
2:Bb:21:PRO:O 2:Bb:22:ALA:HB3 2.12 0.49
2:Bj:38:LEU:N 2:Bj:38:LEU:HD12 2.27 0.49
1:AD:233:ILE:HD11 1:AJ:242:ASN:HB3 1.95 0.49
1:AK:261:LEU:HD23 1:AK:261:LEU:C 2.38 0.49
1:AR:203:ASP:CB 1:AR:208:MET:HE2 2.43 0.49
1:A0:261:LEU:HD23 1:A0:261:LEU:C 2.38 0.49
1:A3:203:ASP:CB 1:A3:208:MET:HE2 2.43 0.49
1:Au:159:GLN:NE2 1:Au:267:ASN:HA 2.25 0.49
2:B6:38:LEU:HD12 2:B6:38:LEU:N 2.27 0.49
2:Bd:38:LEU:HD12 2:Bd:38:LEU:N 2.28 0.49
2:B0:21:PRO:O 2:Bo:22:ALA:HB3 2.12 0.49
1:AE:261:LEU:HD23 1:AE:261:LEU:C 2.38 0.49
1:A1:203:ASP:CB 1:A1:208:MET:HE2 2.43 0.49
1:As:242:ASN:ND2 2:Bv:29:VAL:HG13 2.28 0.49
1:Aw:264:PRO:HG2 2:Bw:28:LEU:HB2 1.95 0.49
1:Ax:200:LEU:HB2 1:Ax:276:VAL:HG22 1.95 0.49
2:BC:38:LEU:N 2:BC:38:LEU:HD12 2.27 0.49
2:B5:38:LEU:N 2:B5:38:LEU:HD12 2.27 0.49
1:AI:198:GLN:HA 1:AI:245:CYS:O 2.13 0.49
1:A9:201:TYR:OH 1:A9:210:HIS:HD2 1.96 0.49
1:Ae:159:GLN:NE2 1:Ae:267:ASN:HA 2.25 0.49
1:Ap:159:GLN:NE2 1:Ap:267:ASN:HA 2.26 0.49
1:Av:201: TYR:OH 1:Av:210:HIS:HD2 1.94 0.49
2:BE:21:PRO:O 2:BE:22:ALA:HB3 2.13 0.49
2:BJ:21:PRO:O 2:BJ:22:ALA:HB3 2.13 0.49
2:BJ:38:LEU:HD12 2:BJ:38:LEU:N 2.27 0.49
2:B4:38:LEU:HD12 2:B4:38:LEU:N 2.27 0.49
1:AC:198:GLN:HA 1:AC:245:CYS:0O 2.13 0.48
1:AK:198:GLN:HA 1:AK:245:CYS:O 2.13 0.48
1:AK:201:TYR:OH 1:AK:210:HIS:HD2 1.96 0.48
1:Ab:198:GLN:HA 1:Ab:245:CYS:O 2.13 0.48
1:Ac:200:LEU:HB2 1:Ac:276:VAL:HG22 1.94 0.48
1:Aj:261:LEU:HD23 1:Aj:261:LEU:C 2.38 0.48
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2:BA:21:PRO:O 2:BA:22:ALA:HB3 2.13 0.48
2:Bf:38:LEU:HD12 2:Bf:38:LEU:N 2.28 0.48
1:AB:198:GLN:O 1:AB:277:-THR:HA 2.13 0.48
1:AC:201:TYR:OH 1:AC:210:HIS:HD2 1.95 0.48
1:AR:200:LEU:HB2 1:AR:276:VAL:HG22 1.94 0.48
1:AT:264:PRO:HG2 2:BT:28:LEU:HB2 1.96 0.48
1:AV:200:LEU:HB2 1:AV:276:VAL:HG22 1.95 0.48
1:A8:261:LEU:HD23 1:A8:261:LEU:C 2.37 0.48
1:Ad:261:LEU:HD23 1:Ad:261:LEU:C 2.38 0.48
2:BG:21:PRO:O 2:BG:22:ALA:HB3 2.12 0.48
2:BN:21:PRO:O 2:BN:22:ALA:HB3 2.13 0.48
2:Be:38:LEU:N 2:Be:38:LEU:HD12 2.27 0.48
1:AF:200:LEU:HB2 1:AF:276:VAL:HG22 1.95 0.48
1:AH:201:TYR:OH 1:AH:210:HIS:HD2 1.94 0.48
1:AS:198:GLN:HA 1:AS:245:CYS:0O 2.13 0.48
1:A7:198:GLN:HA 1:AZ:245:CYS:0O 2.13 0.48
1:A2:203:ASP:CB 1:A2:208:MET:HE2 2.43 0.48
1:A7:198:GLN:HA 1:A7:245:CYS:0O 2.13 0.48
2:BB:38:LEU:HD12 2:BB:38:LEU:N 2.27 0.48
2:BK:38:LEU:HD12 2:BK:38:LEU:N 2.28 0.48
2:BX:17:- THR:HG22 2:Bh:18:PRO:HD3 1.94 0.48
2:Bf:21:PRO:O 2:Bf:22:ALA:HB3 2.12 0.48
2:Bx:38:LEU:N 2:Bx:38:LEU:HD12 2.28 0.48
1:AB:264:PRO:HG2 2:BB:28:LEU:HB2 1.96 0.48
1:AF:159:GLN:NE2 1:AF:267:ASN:HA 2.26 0.48
1:AF:201:TYR:OH 1:AF:210:HIS:HD2 1.97 0.48
1:AI:159:GLN:NE2 1:AI:267:ASN:HA 2.26 0.48
1:A0:230:PHE:CE2 1:A0:249:GLY:HA3 2.48 0.48
1:AP:203:ASP:CB 1:AP:208:MET:HE2 2.43 0.48
1:A1:201:TYR:OH 1:A1:210:HIS:HD2 1.96 0.48
1:A6:230:PHE:CE2 1:A6:249:GLY:HA3 2.49 0.48
1:An:159:GLN:NE2 1:An:267:ASN:HA 2.27 0.48
1:Aw:201: TYR:OH 1:Aw:210:HIS:HD2 1.97 0.48
2:BU:38:LEU:HD12 2:BU:38:LEU:N 2.28 0.48
2:Bl:38:LEU:HD12 2:Bl:38:LEU:N 2.29 0.48
1:AH:155:THR:CG2 1:AH:156:PRO:HD2 2.44 0.48
1:AT:198:GLN:HA 1:AT:245:CYS:O 2.14 0.48
1:AV:146:CYS:HB3 1:AV:282:LEU:HD12 1.94 0.48
1:AV:201:TYR:OH 1:AV:210:HIS:HD2 1.96 0.48
2:BW:38:LEU:N 2:BW:38:LEU:HD12 2.28 0.48
2:Bc:21:PRO:O 2:Bc:22:ALA:HB3 2.14 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:Bs:38:LEU:N 2:Bs:38:LEU:HD12 2.28 0.48
1:AC:264:PRO:HG2 2:BC:28:LEU:HB2 1.96 0.48
1:AJ:159:GLN:NE2 1:AJ:267:ASN:HA 2.25 0.48
1:AR:198:GLN:HA 1:AR:245:CYS:O 2.14 0.48
1:A1:230:PHE:CE2 1:A1:249:GLY:HA3 2.49 0.48
1:A8:205: THR:HG22 1:A8:207:ALA:H 1.78 0.48
1:Ac:201:TYR:OH 1:Ac:210:HIS:HD2 1.96 0.48
1:Af:261:LEU:C 1:Af:261:LEU:HD23 2.39 0.48
2:BF:21:PRO:O 2:BF:22:ALA:HB3 2.13 0.48
2:BR:38:LEU:HD12 2:BR:38:LEU:N 2.28 0.48
2:Ba:21:PRO:O 2:Ba:22:ALA:HB3 2.14 0.48
2:Bc:38:LEU:HD12 2:Bc:38:LEU:N 2.28 0.48
2:Bg:21:PRO:O 2:Bg:22:ALA:HB3 2.13 0.48
2:Br:21:PRO:O 2:Br:22:ALA:HB3 2.14 0.48
1:AJ:261:LEU:C 1:AJ:261:LEU:HD23 2.39 0.48
1:AP:264:PRO:HG2 2:BP:28:LEU:HB2 1.95 0.48
1:A7:261:LEU:HD23 1:A7:261:LEU:C 2.38 0.48
1:Ab:230:PHE:CE2 1:Ab:249:GLY:HA3 2.49 0.48
1:Ae:261:LEU:HD23 1:Ae:261:LEU:C 2.38 0.48
1:Ag:203:ASP:CB 1:Ag:208:MET:HE2 2.44 0.48
2:BD:38:LEU:HD12 2:BD:38:LEU:N 2.28 0.48
2:BG:38:LEU:HD12 2:BG:38:LEU:N 2.28 0.48
2:BY:38:LEU:HD12 2:BY:38:LEU:N 2.28 0.48
1:AL:201:TYR:OH 1:AL:210:HIS:HD2 1.97 0.48
1:AT:201:TYR:OH 1:AT:210:HIS:HD2 1.96 0.48
1:AX:261:LEU:C 1:AX:261:LEU:HD23 2.38 0.48
1:A1:261:LEU:C 1:A1:261:LEU:HD23 2.39 0.48
1:Ab:261:LEU:HD23 1:Ab:261:LEU:C 2.38 0.48
1:Ah:203:ASP:CB 1:Ah:208:MET:HE2 2.43 0.48
1:Ai:264:PRO:HG2 2:Bi:28:LEU:HB2 1.96 0.48
1:Al:264:PRO:HG2 2:Bl1:28:LEU:HB2 1.96 0.48
1:An:205: THR:HG22 1:An:207:ALA:H 1.79 0.48
2:BP:17:- THR:HG22 2:Bd:18:PRO:CD 2.43 0.48
1:AJ:201:TYR:OH 1:AJ:210:HIS:HD2 1.96 0.48
1:AU:198:GLN:HA 1:AU:245:CYS:0O 2.14 0.48
1:A3:198:GLN:HA 1:A3:245:CYS:O 2.14 0.48
1:Aj:201:TYR:OH 1:Aj:210:HIS:HD2 1.97 0.48
1:Ak:198:GLN:HA 1:Ak:245:CYS:O 2.14 0.48
2:BM:38:LEU:HD12 2:BM:38:LEU:N 2.29 0.48
1:AG:230:PHE:CE2 1:AG:249:GLY:HA3 2.49 0.48
1:AL:198:GLN:O 1:AL:277: THR:HA 2.13 0.48
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1:A5:203:ASP:CB 1:A5:208:MET:HE2 2.44 0.48
1:A6:261:LEU:HD23 1:A6:261:LEU:C 2.39 0.48
1:Af:203:ASP:CB 1:Af:208: MET:HE2 2.44 0.48
1:Aq:201:TYR:OH 1:Aq:210:HIS:HD2 1.96 0.48
1:As:198:GLN:HA 1:As:245:CYS:O 2.14 0.48
1:Aw:261:LEU:C 1:Aw:261:LEU:HD23 2.39 0.48
2:B&:21:PRO:O 2:B8:22:ALA:HB3 2.12 0.48
2:Bg:20:VAL:CG1 2:Bg:21:PRO:HD2 2.44 0.48
1:AG:200:LEU:HB2 1:AG:276:VAL:HG22 1.95 0.47
1:AN:198:GLN:HA 1:AN:245:CYS:O 2.14 0.47
1:AS:201:TYR:OH 1:AS:210:HIS:HD2 1.97 0.47
1:AW:275:ASP:OD1 1:A8:231:ARG:NH1 2.47 0.47
1:A4:230:PHE:CE2 1:A4:249:GLY:HA3 2.48 0.47
1:A6:198:GLN:HA 1:A6:245:CYS:O 2.14 0.47
1:Av:159:GLN:NE2 1:Av:267:ASN:HA 2.28 0.47
1:Av:261:LEU:HD23 1:Av:261:LEU:C 2.39 0.47
2:BS:21:PRO:O 2:BS:22:ALA:HB3 2.12 0.47
1:AD:159:GLN:NE2 1:AD:267:ASN:HA 2.27 0.47
1:AJ:198:GLN:HA 1:AJ:245:CYS:O 2.14 0.47
1:A0:264:PRO:HG2 2:B0:28:LEU:HB2 1.96 0.47
1:Aa:198:GLN:O 1:Aa:277:-THR:HA 2.14 0.47
1:Aa:201:TYR:OH 1:Aa:210:HIS:HD2 1.96 0.47
1:Ad:264:PRO:HG2 2:Bd:28:LEU:HB2 1.95 0.47
1:Aq:205: THR:HG22 1:Aq:207:ALA:H 1.80 0.47
1:Ar:201:TYR:OH 1:Ar:210:HIS:HD2 1.97 0.47
1:At:203:ASP:CB 1:At:208:MET:HE2 2.44 0.47
1:Aw:230:PHE:CE2 1:Aw:249:GLY:HA3 2.50 0.47
2:B1:21:PRO:O 2:B1:22:ALA:HB3 2.14 0.47
1:AD:201: TYR:OH 1:AD:210:HIS:HD2 1.97 0.47
1:AG:198:GLN:O 1:AG:277:THR:HA 2.14 0.47
1:AL:201:TYR:OH 1:Al:210:HIS:HD2 1.98 0.47
1:AP:198:GLN:HA 1:AP:245:CYS:O 2.15 0.47
1:AU:201:TYR:OH 1:AU:210:HIS:HD2 1.97 0.47
1:AY:203:ASP:CB 1:AY:208:MET:HE2 2.44 0.47
1:AZ:261:LEU:HD23 1:AZ:261:LEU:C 2.39 0.47
1:Ab:200:LEU:HB2 1:Ab:276:VAL:HG22 1.95 0.47
1:Ak:203:ASP:CB 1:Ak:208:MET:HE2 2.43 0.47
1:A0:198:GLN:HA 1:A0:245:CYS:0O 2.13 0.47
1:AY:230:PHE:CE2 1:AY:249:GLY:HA3 2.50 0.47
1:A8:198:GLN:HA 1:A8:245:CYS:O 2.14 0.47
1:Ae:200:LEU:HB2 1:Ae:276:VAL:HG22 1.95 0.47
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1:Al:198:GLN:HA 1:A1:245:CYS:0O 2.15 0.47
1:At:201:TYR:OH 1:At:210:HIS:HD2 1.97 0.47
2:BO:21:PRO:O 2:BO:22:ALA:HB3 2.15 0.47
2:Bu:38:LEU:HD12 2:Bu:38:LEU:N 2.29 0.47
1:AB:155:THR:CG2 1:AB:156:PRO:HD2 2.44 0.47
1:AL:198:GLN:HA 1:AL:245:CYS:O 2.15 0.47
1:AQ:201:TYR:OH 1:AQ:210:HIS:HD2 1.98 0.47
1:A3:200:LEU:HB2 1:A3:276:VAL:HG22 1.95 0.47
1:Ad:198:GLN:HA 1:Ad:245:CYS:O 2.14 0.47
1:AT:159:GLN:NE2 1:AT:267:ASN:HA 2.27 0.47
1:Ae:230:PHE:CE2 1:Ae:249:GLY:HA3 2.49 0.47
1:Am:198:GLN:O 1:Am:277:THR:HA 2.14 0.47
1:Au:264:PRO:HG2 2:Bu:28:LEU:HB2 1.97 0.47
2:BR:21:PRO:0O 2:BR:22:ALA:HB3 2.15 0.47
1:AC:159:GLN:NE2 1:AC:267:ASN:HA 2.25 0.47
1:AM:205: THR:HG22 1:AM:207:ALA:H 1.79 0.47
1:AN:261:LEU:HD23 1:AN:261:LEU:C 2.39 0.47
1:AO:261:LEU:HD23 1:AO:261:LEU:C 2.38 0.47
1:AP:200:LEU:HA 1:AP:244:SER:HA 1.97 0.47
1:A5:198:GLN:HA 1:A5:245:CYS:0O 2.13 0.47
1:A5:205: THR:HG22 1:A5:207:ALA:H 1.78 0.47
1:Ad:201:TYR:OH 1:Ad:210:HIS:HD2 1.97 0.47
1:Ae:203:ASP:CB 1:Ae:208:MET:HE2 2.44 0.47
1:Ai:201:TYR:OH 1:Ai:210:HIS:CD2 2.67 0.47
1:A0:201: TYR:OH 1:A0:210:HIS:HD2 1.97 0.47
1:Ap:201:TYR:OH 1:Ap:210:HIS:HD2 1.97 0.47
1:As:230:PHE:CE2 1:As:249:GLY:HA3 2.48 0.47
1:Au:198:GLN:HA 1:Au:245:CYS:0O 2.14 0.47
1:Au:201:TYR:OH 1:Au:210:HIS:HD2 1.97 0.47
1:Av:230:PHE:CE2 1:Av:249:GLY:HA3 2.50 0.47
2:BH:21:PRO:O 2:BH:22:ALA:HB3 2.14 0.47
2:BK:21:PRO:O 2:BK:22:ALA:HB3 2.15 0.47
2:B3:18:PRO:HD2 2:Bx:17:THR:HG22 1.96 0.47
1:AG:264:PRO:HG2 2:BG:28:LEU:HB2 1.95 0.47
1:AQ:198:GLN:HA 1:AQ:245:CYS:O 2.14 0.47
1:AS:198:GLN:O 1:AS:277:THR:HA 2.15 0.47
1:AT:200:LEU:HB2 1:AT:276:VAL:HG22 1.96 0.47
1:A1:264:PRO:HG2 2:B1:28:LEU:HB2 1.96 0.47
1:A4:201:TYR:OH 1:A4:210:HIS:HD2 1.98 0.47
1:Ag:198:GLN:O 1:Ag:277 THR:HA 2.15 0.47
1:An:261:LEU:C 1:An:261:LEU:HD23 2.40 0.47
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1:A0:261:LEU:HD23 1:A0:261:LEU:C 2.39 0.47
2:B1:17: THR:HG22 2:Bv:18:PRO:HD2 1.95 0.47
1:AW:198:GLN:O 1:AW:277: THR:HA 2.15 0.47
1:A4:205:THR:O 1:A4:236:MET:HB2 2.14 0.47
1:A7:201:TYR:OH 1:A7:210:HIS:HD2 1.98 0.47
1:Ar:198:GLN:HA 1:Ar:245:CYS:0O 2.14 0.47
2:B2:21:PRO:O 2:B2:22:ALA:HB3 2.14 0.47
2:B3:21:PRO:O 2:B3:22:ALA:HB3 2.15 0.47
1:AF:155:THR:CG2 1:AF:156:PRO:HD2 2.45 0.47
1:AG:201:TYR:OH 1:AG:210:HIS:HD2 1.98 0.47
1:Ad:230:PHE:CE2 1:Ad:249:GLY:HA3 2.50 0.47
1:Al:201:TYR:OH 1:A1:210:HIS:HD2 1.97 0.47
1:Al:230:PHE:CE2 1:Al:249:GLY:HA3 2.49 0.47
1:Ar:230:PHE:CE2 1:Ar:249:GLY:HA3 2.50 0.47
1:Ar:261:LEU:HD23 1:Ar:261:LEU:C 2.39 0.47
1:As:205: THR:HG22 1:As:207:ALA:H 1.80 0.47
1:At:264:PRO:HG2 2:Bt:28:LEU:HB2 1.97 0.47
2:Bp:38:LEU:N 2:Bp:38:LEU:HD12 2.28 0.47
1:AC:155:THR:CG2 1:AC:156:PRO:HD2 2.44 0.46
1:AJ:203:ASP:CB 1:AJ:208:MET:HE2 2.46 0.46
1:A0:198:GLN:HA 1:A0:245:CYS:O 2.14 0.46
1:A1:205:THR:HG22 1:A1:207:ALA:H 1.80 0.46
1:A7:203:ASP:CB 1:A7:208:MET:HE2 2.45 0.46
1:Ah:159:GLN:NE2 1:Ah:267:ASN:HA 2.27 0.46
1:Ah:201:TYR:OH 1:Ah:210:HIS:HD2 1.97 0.46
1:Aq:230:PHE:CE2 1:Aq:249:GLY:HA3 2.50 0.46
1:Ar:205: THR:HG22 1:Ar:207:ALA:H 1.80 0.46
1:At:159:GLN:NE2 1:At:267:ASN:HA 2.27 0.46
1:Av:198:GLN:O 1:Av:277:-THR:HA 2.15 0.46
1:AC:198:GLN:O 1:AC:277:-THR:HA 2.15 0.46
1:AD:203:ASP:CB 1:AD:208:MET:HE2 2.45 0.46
1:AT:261:LEU:HD23 1:AT:261:LEU:C 2.40 0.46
1:Ac:205: THR:HG22 1:Ac:207:ALA:H 1.80 0.46
1:Aj:205: THR:HG22 1:Aj:207:ALA:H 1.81 0.46
1:Aw:198:GLN:HA 1:Aw:245:CYS:0O 2.15 0.46
1:AF:198:GLN:O 1:AF:277:THR:HA 2.16 0.46
1:AK:198:GLN:O 1:AK:277:-THR:HA 2.16 0.46
1:AL:155:THR:CG2 1:AL:156:PRO:HD2 2.46 0.46
1:AW:198:GLN:HA 1:AW:245:CYS:0O 2.16 0.46
1:A0:230:PHE:CE2 1:A0:249:GLY:HA3 2.50 0.46
1:A4:200:LEU:HB2 1:A4:276:VAL:HG22 1.96 0.46
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1:Av:264:PRO:HG2 2:Bv:28:LEU:HB2 1.97 0.46
1:AA:155:THR:CG2 1:AA:156:PRO:HD2 2.45 0.46
1:AH:203:ASP:CB 1:AH:208: MET:HE2 2.45 0.46
1:AN:200:LEU:HB2 1:AN:276:VAL:HG22 1.96 0.46
1:AO:155:THR:CG2 1:A0O:156:PRO:HD2 2.46 0.46
1:A5:201:TYR:OH 1:A5:210:HIS:HD2 1.99 0.46
1:A6:201:TYR:OH 1:A6:210:HIS:CD2 2.69 0.46
1:An:200:LEU:HB2 1:An:276:VAL:HG22 1.96 0.46
1:Ax:201:TYR:OH 1:Ax:210:HIS:HD2 1.99 0.46
1:AA:203:ASP:CB 1:AA:208:MET:HE2 2.44 0.46
1:AC:230:PHE:CE2 1:AC:249:GLY:HA3 2.51 0.46
1:AW:201:TYR:OH 1:AW:210:HIS:HD2 1.98 0.46
1:AW:205:THR:HG22 1:AW:207:ALA:H 1.80 0.46
1:AX:275:ASP:OD1 1:A9:231:ARG:NH1 2.49 0.46
1:A0:201: TYR:OH 1:A0:210:HIS:HD2 1.98 0.46
1:Af:201: TYR:OH 1:Af:210:HIS:HD2 1.98 0.46
1:Ai:203:ASP:CB 1:Ai:208:MET:HE2 2.46 0.46
1:An:200:LEU:HA 1:An:244:SER:HA 1.97 0.46
1:Aw:203:ASP:CB 1:Aw:208:MET:HE2 2.46 0.46
2:BM:21:PRO:O 2:BM:22:ALA:HB3 2.14 0.46
1:AB:230:PHE:CE2 1:AB:249:GLY:HA3 2.51 0.46
1:AC:203:ASP:CB 1:AC:208:MET:HE2 2.44 0.46
1:AM:201:TYR:OH 1:AM:210:HIS:CD2 2.68 0.46
1:A0O:200:LEU:HA 1:A0O:244:SER:HA 1.98 0.46
1:Ac:203:ASP:CB 1:Ac:208:MET:HE2 2.46 0.46
1:Af:198:GLN:O 1:Af:277:THR:HA 2.15 0.46
1:Ak:261:LEU:HD23 1:Ak:261:LEU:C 2.40 0.46
1:Am:203:ASP:CB 1:Am:208: MET:HE2 2.45 0.46
2:BL:18:PRO:HD2 2:B9:17:THR:HG22 1.96 0.46
1:AG:198:GLN:HA 1:AG:245:CYS:O 2.16 0.46
1:A8:230:PHE:CE2 1:A8:249:GLY:HA3 2.50 0.46
1:Ae:205: THR:HG22 1:Ae:207:ALA:H 1.80 0.46
1:Ai:159:GLN:NE2 1:Ai:267:ASN:HA 2.27 0.46
1:Au:230:PHE:CE2 1:Au:249:GLY:HA3 2.50 0.46
2:BP:18:PRO:HD2 2:Bd:17:-THR:HG22 1.97 0.46
1:AD:285:LEU:HD12 1:AJ:285:LEU:CD1 2.46 0.46
1:AI:200:LEU:HA 1:Al:244:SER:HA 1.98 0.46
1:AM:198:GLN:O 1:AM:277: THR:HA 2.15 0.46
1:AT:203:ASP:CB 1:AT:208:MET:HE2 2.46 0.46
1:AU:203:ASP:CB 1:AU:208:MET:HE2 2.46 0.46
1:A2:201:TYR:OH 1:A2:210:HIS:CD2 2.69 0.46
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1:A3:201:TYR:OH 1:A3:210:HIS:CD2 2.69 0.46
1:Ak:205: THR:HG22 1:Ak:207:ALA:H 1.81 0.46
1:AB:205: THR:HG22 1:AB:207:ALA:H 1.81 0.46
1:AE:200:LEU:HA 1:AE:244:SER:HA 1.97 0.46
1:AF:203:ASP:CB 1:AF:208: MET:HE2 2.45 0.46
1:AH:261:LEU:HD23 1:AH:261:LEU:C 2.41 0.46
1:AL:203:ASP:CB 1:AL:208:MET:HE2 2.46 0.46
1:AN:201:TYR:OH 1:AN:210:HIS:HD2 1.99 0.46
1:A0:201:TYR:OH 1:A0:210:HIS:HD2 1.99 0.46
1:AP:205: THR:HG22 1:AP:207:ALA:H 1.81 0.46
1:AQ:205: THR:HG22 1:AQ:207:ALA:H 1.81 0.46
1:AY:198:GLN:O 1:AY:277:-THR:HA 2.16 0.46
1:A5:230:PHE:CE2 1:A5:249:GLY:HA3 2.51 0.46
1:Ap:205: THR:HG22 1:Ap:207:ALA:H 1.81 0.46
1:Ar:198:GLN:O 1:Ar:277:THR:HA 2.14 0.46
1:Aw:200:LEU:HA 1:Aw:244:SER:HA 1.98 0.46
1:Ax:203:ASP:CB 1:Ax:208:MET:HE2 2.46 0.46
1:AA:200:LEU:HA 1:AA:244:SER:HA 1.98 0.46
1:AA:201:TYR:OH 1:AA:210:HIS:HD2 1.98 0.46
1:AL:230:PHE:CE2 1:AL:249:GLY:HA3 2.51 0.46
1:AR:230:PHE:CE2 1:AR:249:GLY:HA3 2.51 0.46
1:AV:205:THR:HG22 1:AV:207:ALA:H 1.81 0.46
1:AW:155:THR:CG2 1:AW:156:PRO:HD?2 2.46 0.46
1:AX:155:THR:CG2 1:AX:156:PRO:HD2 2.44 0.46
1:A0:198:GLN:O 1:A0:277:-THR:HA 2.16 0.46
1:A4:203:ASP:CB 1:A4:208:MET:HE2 2.46 0.46
1:Ai:198:GLN:HA 1:A1:245:CYS:0O 2.16 0.46
1:Aj:264:PRO:HG2 2:Bj:28:LEU:HB2 1.98 0.46
1:An:198:GLN:HA 1:An:245:CYS:O 2.16 0.46
1:Ap:198:GLN:O 1:Ap:277:THR:HA 2.16 0.46
2:B9:21:PRO:O 2:B9:22:ALA:HB3 2.14 0.46
1:AN:205: THR:HG22 1:AN:207:ALA:H 1.81 0.45
1:AQ:155:THR:CG2 1:AQ:156:PRO:HD2 2.45 0.45
1:AY:201:TYR:OH 1:AY:210:HIS:HD2 1.99 0.45
1:AY:211:LEU:HD23 | 1:AY:231:ARG:HB2 1.98 0.45
1:A0:203:ASP:CB 1:A0:208:MET:HE2 2.46 0.45
1:A9:261:LEU:C 1:A9:261:LEU:HD23 2.41 0.45
1:Ag:201:TYR:OH 1:Ag:210:HIS:HD2 1.98 0.45
1:Aw:205: THR:HG22 1:Aw:207:ALA:H 1.81 0.45
1:AA:198:GLN:O 1:AA:277:THR:HA 2.16 0.45
1:AB:200:LEU:HA 1:AB:244:SER:HA 1.98 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AF:230:PHE:CE2 1:AF:249:GLY:HA3 2.51 0.45
1:AK:203:ASP:CB 1:AK:208:MET:HE2 2.46 0.45
1:AK:230:PHE:CE2 1:AK:249:GLY:HA3 2.51 0.45
1:AW:230:PHE:CE2 1:AW:249:GLY:HA3 2.51 0.45
1:A2:155:THR:CG2 1:A2:156:PRO:HD2 2.46 0.45
1:A8:203:ASP:CB 1:A8:208:MET:HE2 2.46 0.45
1:Ab:203:ASP:CB 1:Ab:208:MET:HE2 2.46 0.45
1:Ah:200:LEU:HA 1:Ah:244:SER:HA 1.97 0.45
1:Al:236:MET:HE3 1:Al:241:PRO:HB3 1.98 0.45
1:Av:198:GLN:HA 1:Av:245:CYS:O 2.16 0.45
1:AH:230:PHE:CE2 1:AH:249:GLY:HA3 2.51 0.45
1:AN:200:LEU:HA 1:AN:244:SER:HA 1.98 0.45
1:AX:230:PHE:CE2 1:AX:249:GLY:HA3 2.51 0.45
2:BJ:29:VAL:O 2:BJ:29:VAL:HG12 2.16 0.45
2:BV:17:THR:CG2 2:Bg:18:PRO:HD3 2.37 0.45
2:Br:29:VAL:HG12 2:Br:29:VAL:O 2.16 0.45
1:AM:200:LEU:HA 1:AM:244:SER:HA 1.98 0.45
1:AQ:203:ASP:CB 1:AQ:208:MET:HE2 2.46 0.45
1:AR:200:LEU:HA 1:AR:244:SER:HA 1.98 0.45
1:AX:201:TYR:OH 1:AX:210:HIS:CD2 2.68 0.45
1:A6:155:THR:CG2 1:A6:156:PRO:HD2 2.46 0.45
1:A0:230:PHE:CE2 1:A0:249:GLY:HA3 2.51 0.45
1:Av:203:ASP:CB 1:Av:208:MET:HE2 2.46 0.45
1:Ax:155: THR:CG2 1:Ax:156:PRO:HD?2 2.47 0.45
2:BR:29:VAL:O 2:BR:29:VAL:HG12 2.16 0.45
1:AD:155: THR:CG2 1:AD:156:PRO:HD2 2.46 0.45
1:AH:198:GLN:O 1:AH:277:THR:HA 2.17 0.45
1:AI:205: THR:HG22 1:AI:207:ALA:H 1.81 0.45
1:AR:201:TYR:OH 1:AR:210:HIS:HD2 2.00 0.45
1:Aa:200:LEU:HA 1:Aa:244:SER:HA 1.99 0.45
1:Am:200:LEU:HA 1:Am:244:SER:HA 1.99 0.45
1:An:230:PHE:CE2 1:An:249:GLY:HA3 2.51 0.45
1:A0:155:THR:CG2 1:A0:156:PRO:HD2 2.47 0.45
1:A0:198:GLN:O 1:A0:277:THR:HA 2.16 0.45
1:As:201:TYR:OH 1:As:210:HIS:HD2 2.00 0.45
1:AG:205:THR:O 1:AG:236:MET:HB2 2.17 0.45
1:AK:200:LEU:HA 1:AK:244:SER:HA 1.99 0.45
1:A0O:198:GLN:O 1:AO:277:THR:HA 2.16 0.45
1:AR:201:TYR:OH 1:AR:210:HIS:CD2 2.70 0.45
1:AZ:203:ASP:CB 1:AZ:208:MET:HE2 2.47 0.45
1:A9:200:LEU:HA 1:A9:244:SER:HA 1.99 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A0:203:ASP:CB 1:A0:208:MET:HE2 2.46 0.45
1:Ap:155:THR:CG2 1:Ap:156:PRO:HD2 2.46 0.45
1:At:205: THR:HG22 1:At:207:ALA:H 1.82 0.45
1:Au:155:THR:CG2 1:Au:156:PRO:HD2 2.47 0.45
2:BY:21:PRO:O 2:BY:22:ALA:HB3 2.15 0.45
1:AA:205:THR:O 1:AA:236:MET:HB2 2.17 0.45
1:AO:198:GLN:HA 1:A0:245:CYS:0O 2.16 0.45
1:AR:198:GLN:O 1:AR:277:-THR:HA 2.17 0.45
1:AT:198:GLN:O 1:AT:277:-THR:HA 2.16 0.45
1:A2:200:LEU:HA 1:A2:244:SER:HA 1.98 0.45
1:A9:205: THR:HG22 1:A9:207:ALA:H 1.81 0.45
1:Aa:230:PHE:CE2 1:Aa:249:GLY:HA3 2.51 0.45
1:Ah:198:GLN:O 1:Ah:277:THR:HA 2.17 0.45
1:AE:201:TYR:OH 1:AE:210:HIS:HD2 1.99 0.45
1:AL:205: THR:HG22 1:AL:207:ALA:H 1.82 0.45
1:A7:230:PHE:CE2 1:A7:249:GLY:HA3 2.51 0.45
1:Ad:203:ASP:CB 1:Ad:208:MET:HE2 2.47 0.45
1:Af:200:LEU:HA 1:Af:244:SER:HA 1.99 0.45
1:Ai:233:ILE:CD1 1:A0:242:ASN:HB3 2.46 0.45
1:An:201:TYR:OH 1:An:210:HIS:HD2 2.00 0.45
1:As:198:GLN:O 1:As:277:THR:HA 2.16 0.45
1:As:242:ASN:HB3 1:Av:233:ILE:CD1 2.45 0.45
1:Aw:198:GLN:O 1:Aw:277:THR:HA 2.17 0.45
1:Ax:205:THR:O 1:Ax:236:MET:HB2 2.17 0.45
1:Ax:230:PHE:CE2 1:Ax:249:GLY:HA3 2.52 0.45
1:AA:236:MET:HE3 1:AA:241:PRO:HB3 1.99 0.45
1:AB:201:TYR:OH 1:AB:210:HIS:CD2 2.69 0.45
1:AJ:230:PHE:CE2 1:AJ:249:GLY:HA3 2.52 0.45
1:AP:155: THR:CG2 1:AP:156:PRO:HD2 2.47 0.45
1:AU:155:THR:CG2 1:AU:156:PRO:HD2 2.47 0.45
1:AW:203:ASP:CB 1:AW:208: MET:HE2 2.47 0.45
1:AX:198:GLN:HA 1:AX:245:CYS:0O 2.17 0.45
1:A0:205:THR:HG22 1:A0:207:ALA:H 1.81 0.45
1:A9:230:PHE:CE2 1:A9:249:GLY:HA3 2.52 0.45
1:Aj:203:ASP:CB 1:Aj:208:MET:HE2 247 0.45
1:Am:198:GLN:HA 1:Am:245:CYS:O 2.17 0.45
1:Am:230:PHE:CE2 1:Am:249:GLY:HA3 2.52 0.45
1:Ap:261:LEU:HD23 1:Ap:261:LEU:C 2.41 0.45
1:At:261:LEU:C 1:At:261:LEU:HD23 2.42 0.45
2:Bt:29:VAL:O 2:Bt:29:VAL:HG12 2.17 0.45
1:AG:200:LEU:HA 1:AG:244:SER:HA 1.99 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A0:203:ASP:CB 1:AO:208:MET:HE2 2.47 0.45
1:AT:205:THR:HG22 1:AT:207:ALA:H 1.82 0.45
1:AV:227:-VAL:HG13 1:Ag:222:ASP:0OD1 2.17 0.45
1:A7:200:LEU:HA 1:A7:244:SER:HA 1.98 0.45
1:Ae:198:GLN:O 1:Ae:277:-THR:HA 2.17 0.45
1:Af:230:PHE:CE2 1:Af:249:GLY:HA3 2.53 0.45
1:A1:230:PHE:CE2 1:A1:249:GLY:HA3 2.51 0.45
2:BQ:29:VAL:O 2:BQ:29:VAL:HG12 2.17 0.45
2:B6:29:VAL:O 2:B6:29:VAL:HG12 2.16 0.45
2:Bn:29:VAL:O 2:Bn:29:VAL:HG12 2.17 0.45
1:AG:205: THR:HG22 1:AG:207:ALA:H 1.82 0.44
1:A0:205:THR:HG22 1:AO:207:ALA:H 1.82 0.44
1:Ai:205: THR:HG22 1:Ai:207:ALA:H 1.82 0.44
1:A0:200:LEU:HA 1:A0:244:SER:HA 1.99 0.44
1:At:265:ARG:HH11 1:At:265:ARG:CG 2.21 0.44
1:AL:200:LEU:HA 1:AL:244:SER:HA 1.99 0.44
1:Aa:275:ASP:0OD2 1:Am:231:ARG:NH1 2.47 0.44
1:Ab:201:TYR:OH 1:Ab:210:HIS:HD2 2.00 0.44
1:Af:205: THR:HG22 1:Af:207:ALA:H 1.82 0.44
1:Ag:200:LEU:HA 1:Ag:244:SER:HA 1.99 0.44
1:Ak:200:LEU:HA 1:Ak:244:SER:HA 1.99 0.44
1:Aq:203:ASP:CB 1:Aq:208:MET:HE2 2.47 0.44
1:At:246:TYR:CD1 1:At:246: TYR:C 2.95 0.44
2:BD:29:VAL:O 2:BD:29:VAL:HG12 2.17 0.44
2:B0:29:VAL:HG12 2:B0:29:VAL:O 2.17 0.44
1:AJ:200:LEU:HA 1:AJ:244:SER:HA 1.98 0.44
1:AJ:201:TYR:OH 1:AJ:210:HIS:CD2 2.70 0.44
1:A3:230:PHE:CE2 1:A3:249:GLY:HA3 2.52 0.44
1:A4:155:THR:CG2 1:A4:156:PRO:HD2 2.47 0.44
1:A9:155: THR:CG2 1:A9:156:PRO:HD2 2.48 0.44
1:Aa:198:GLN:HA 1:Aa:245:CYS:0O 2.17 0.44
1:Ae:201: TYR:OH 1:Ae:210:HIS:CD2 2.71 0.44
1:Au:200:LEU:HA 1:Au:244:SER:HA 1.99 0.44
1:AA:202: THR:HA 1:AA:241:PRO:O 2.18 0.44
1:AC:201:TYR:OH 1:AC:210:HIS:CD2 2.70 0.44
1:AE:211:LEU:HD23 1:AE:231:ARG:HB2 1.98 0.44
1:AU:201:TYR:OH 1:AU:210:HIS:CD2 2.71 0.44
1:AU:205:THR:HG22 1:AU:207:ALA:H 1.81 0.44
1:AZ:205: THR:HG22 1:AZ:207:ALA:H 1.82 0.44
1:A2:246:TYR:C 1:A2:246:TYR:CD1 2.95 0.44
1:A7:155:THR:CG2 1:A7:156:PRO:HD2 2.46 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:Ai:155: THR:CG2 1:Ai:156:PRO:HD2 2.47 0.44
2:Bg:20:VAL:HG13 2:Bg:21:PRO:HD2 1.99 0.44
2:Bs:29:VAL:O 2:Bs:29:VAL:HG12 2.17 0.44
1:AH:201:TYR:OH 1:AH:210:HIS:CD2 2.70 0.44
1:AV:203:ASP:CB 1:AV:208:MET:HE2 2.47 0.44
1:AV:228:THR:H 1:Ag:222:ASP:CG 2.24 0.44
1:A1:201:TYR:OH 1:A1:210:HIS:CD2 2.70 0.44
1:A8:155:THR:CG2 1:A8:156:PRO:HD2 2.46 0.44
1:Aa:203:ASP:CB 1:Aa:208:MET:HE2 2.46 0.44
1:Aa:233:1LE:CD1 1:Ag:242:ASN:HB3 2.45 0.44
1:Ah:246:TYR:CD1 1:Ah:246:TYR:C 2.96 0.44
1:Ak:155:THR:CG2 1:Ak:156:PRO:HD2 2.46 0.44
1:At:230:PHE:CE2 1:At:249:GLY:HA3 2.52 0.44
1:Aw:265:ARG:HH11 1:Aw:265:ARG:CG 2.18 0.44
1:Ax:205: THR:HG22 1:Ax:207:ALA:H 1.82 0.44
2:BC:29:VAL:O 2:BC:29:VAL:HG12 2.17 0.44
2:B7:29:VAL:O 2:BZ:29:VAL:HG12 2.17 0.44
2:Bp:29:VAL:O 2:Bp:29:VAL:HG12 2.17 0.44
1:AE:198:GLN:O 1:AE:277:-THR:HA 2.17 0.44
1:AN:211:LEU:HD23 | 1:AN:231:ARG:HB2 1.98 0.44
1:AR:205:THR:HG22 1:AR:207:ALA:H 1.83 0.44
1:AT:230:PHE:CE2 1:AT:249:GLY:HA3 2.53 0.44
1:AX:205:THR:HG22 1:AX:207:ALA:H 1.83 0.44
1:A2:236: MET:HE3 1:A2:241:PRO:HB3 1.99 0.44
1:A6:198:GLN:O 1:A6:277:-THR:HA 2.16 0.44
1:Af:201:TYR:CD2 1:Af:208:MET:HB3 2.53 0.44
1:Ar:155:THR:CG2 1:Ar:156:PRO:HD2 2.47 0.44
1:Av:201:TYR:OH 1:Av:210:HIS:CD2 2.70 0.44
1:AB:198:GLN:HA 1:AB:245:CYS:O 2.17 0.44
1:AE:205: THR:HG22 1:AE:207:ALA:H 1.83 0.44
1:A3:198:GLN:O 1:A3:277:-THR:HA 2.18 0.44
1:A7:205:THR:HG22 1:A7:207:ALA:H 1.83 0.44
1:Aa:205: THR:HG22 1:Aa:207:ALA:H 1.82 0.44
1:Ah:211:LEU:HD23 1:Ah:231:ARG:HB2 2.00 0.44
1:Aj:155:THR:CG2 1:Aj:156:PRO:HD2 247 0.44
1:Al:155: THR:CG2 1:Al:156:PRO:HD2 2.48 0.44
1:Aq:205:THR:O 1:Aq:236:MET:HB2 2.17 0.44
1:AC:200:LEU:HA 1:AC:244:SER:HA 1.99 0.44
1:AK:202: THR:HA 1:AK:241:PRO:O 2.18 0.44
1:AS:200:LEU:HA 1:AS:244:SER:HA 1.99 0.44
1:A0:231:ARG:NH1 1:A6:275:ASP:0OD1 2.50 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:A8:198:GLN:O 1:A8:277:-THR:HA 2.18 0.44
1:Ab:231:ARG:NH1 1:Ah:275:ASP:0OD1 2.51 0.44
1:Al:200:LEU:HA 1:Al:244:SER:HA 1.99 0.44
1:At:200:LEU:HA 1:At:244:SER:HA 1.98 0.44
1:Av:200:LEU:HA 1:Av:244:SER:HA 1.99 0.44
2:BX:29:VAL:O 2:BX:29:VAL:HG12 2.17 0.44
1:AB:265:ARG:HH11 1:AB:265:ARG:CG 2.18 0.44
1:AF:198:GLN:HA 1:AF:245:CYS:0 2.17 0.44
1:AK:155:THR:CG2 1:AK:156:PRO:HD2 2.47 0.44
1:AS:205:THR:O 1:AS:236:MET:HB2 2.17 0.44
1:AV:200:LEU:HA 1:AV:244:SER:HA 1.98 0.44
1:AY:200:LEU:HA 1:AY:244:SER:HA 2.00 0.44
1:AY:242:ASN:ND2 2:BS:29:VAL:HG13 2.33 0.44
1:A5:198:GLN:O 1:A5:277:-THR:HA 2.18 0.44
1:Am:205:THR:O 1:Am:236:MET:HB2 2.17 0.44
1:AG:203:ASP:CB 1:AG:208:MET:HE2 2.48 0.43
1:AH:200:LEU:HA 1:AH:244:SER:HA 2.00 0.43
1:AS:203:ASP:CB 1:AS:208:MET:HE2 2.48 0.43
1:AV:242:ASN:HB3 1:A7:233:ILE:CD1 2.45 0.43
1:AX:198:GLN:O 1:AX:277:THR:HA 2.18 0.43
1:A0:200:LEU:HA 1:A0:244:SER:HA 2.00 0.43
1:A3:200:LEU:HA 1:A3:244:SER:HA 2.00 0.43
1:A4:202: THR:HA 1:A4:241:PRO:O 2.18 0.43
1:A5:155: THR:CG2 1:A5:156:PRO:HD2 2.48 0.43
1:Ai:200:LEU:HA 1:Ai:244:SER:HA 2.00 0.43
1:An:246:TYR:CD1 1:An:246:TYR:C 2.96 0.43
1:A0:205: THR:HG22 1:A0:207:ALA:H 1.83 0.43
2:BB:29:VAL:O 2:BB:29:VAL:HG12 2.18 0.43
2:B5:29:VAL:O 2:B5:29:VAL:HG12 2.17 0.43
2:B7:29:VAL:O 2:B7:29:VAL:HG12 2.17 0.43
2:Ba:29:VAL:O 2:Ba:29:VAL:HG12 2.18 0.43
1:AF:205:THR:HG22 1:AF:207:ALA:H 1.82 0.43
1:AM:155:THR:CG2 | 1:AM:156:PRO:HD2 2.48 0.43
1:AP:230:PHE:CE2 1:AP:249:GLY:HA3 2.53 0.43
1:AS:205: THR:HG22 1:AS:207:ALA:H 1.82 0.43
1:AX:200:LEU:HA 1:AX:244:SER:HA 2.00 0.43
1:A4:205: THR:HG22 1:A4:207:ALA:H 1.83 0.43
1:Ad:155:THR:CG2 1:Ad:156:PRO:HD?2 2.48 0.43
1:Ad:205: THR:HG22 1:Ad:207:ALA:H 1.83 0.43
1:Ag:205: THR:HG22 1:Ag:207:ALA:H 1.83 0.43
1:Ah:230:PHE:CE2 1:Ah:249:GLY:HA3 2.53 0.43
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:Am:155:THR:CG2 1:Am:156:PRO:HD2 2.47 0.43
1:Ap:230:PHE:CE2 1:Ap:249:GLY:HA3 2.54 0.43
1:Aq:155:THR:CG2 1:Aq:156:PRO:HD2 2.48 0.43
1:Au:265:ARG:HH11 1:Au:265:ARG:CG 2.21 0.43
2:BI:29:VAL:O 2:BI:29:VAL:HG12 2.18 0.43
2:BS:29:VAL:O 2:BS:29:VAL:HG12 2.18 0.43
1:AF:201:TYR:OH 1:AF:210:HIS:CD2 2.71 0.43
1:AS:155:THR:CG2 1:AS:156:PRO:HD2 2.45 0.43
1:AS:201:TYR:OH 1:AS:210:HIS:CD2 2.71 0.43
1:AU:265:ARG:HH11 1:AU:265:ARG:CG 2.21 0.43
1:Ab:205: THR:HG22 1:Ab:207:ALA:H 1.81 0.43
1:Ag:155:THR:CG2 1:Ag:156:PRO:HD2 2.47 0.43
1:Am:201:TYR:OH 1:Am:210:HIS:HD2 2.00 0.43
1:Ap:203:ASP:CB 1:Ap:208:MET:HE2 2.48 0.43
1:Au:205: THR:HG22 1:Au:207:ALA:H 1.82 0.43
1:Av:155:THR:CG2 1:Av:156:PRO:HD2 2.47 0.43
1:Aw:155:THR:CG2 1:Aw:156:PRO:HD2 2.48 0.43
2:Be:29:VAL:O 2:Be:29:VAL:HG12 2.18 0.43
1:AL:205:THR:O 1:AL:236:MET:HB2 2.19 0.43
1:AQ:198:GLN:O 1:AQ:277:THR:HA 2.18 0.43
1:AV:201:TYR:OH 1:AV:210:HIS:CD2 2.71 0.43
1:AV:230:PHE:CE2 1:AV:249:GLY:HA3 2.53 0.43
1:AV:242:ASN:ND2 2:B7:29:VAL:HG13 2.33 0.43
1:A7:233:ILE:CD1 1:A5:242: ASN:HB3 2.47 0.43
1:A2:230:PHE:CE2 1:A2:249:GLY:HA3 2.52 0.43
1:A9:203:ASP:CB 1:A9:208:MET:HE2 2.48 0.43
1:Au:240:LEU:N 1:Au:241:PRO:HD3 2.33 0.43
1:Au:246:TYR:C 1:Au:246:TYR:CD1 2.97 0.43
1:AC:201:TYR:CD2 1:AC:208:MET:HB3 2.54 0.43
1:AC:205:THR:O 1:AC:236:MET:HB2 2.19 0.43
1:AJ:236:MET:HE3 1:AJ:241:PRO:HB3 2.00 0.43
1:AK:201:TYR:OH 1:AK:210:HIS:CD2 2.70 0.43
1:AV:223:GLU:HG3 1:Ag:227:-VAL:HG11 1.99 0.43
1:A0:155:THR:CG2 1:A0:156:PRO:HD2 2.48 0.43
1:A5:236:MET:HE3 1:A5:241:PRO:HB3 2.01 0.43
1:Ab:198:GLN:O 1:Ab:277:THR:HA 2.19 0.43
1:Ac:200:LEU:HA 1:Ac:244:SER:HA 1.99 0.43
2:Bd:29:VAL:HG12 2:Bd:29:VAL:O 2.19 0.43
2:Bx:29:VAL:O 2:Bx:29:VAL:HG12 2.17 0.43
1:AIL:155: THR:CG2 1:AI:156:PRO:HD2 2.48 0.43
1:AL:201:TYR:CD2 1:AL:208:MET:HB3 2.54 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AV:155:THR:CG2 1:AV:156:PRO:HD2 2.49 0.43
1:A2:205:THR:HG22 1:A2:207:ALA:H 1.83 0.43
1:A4:246:TYR:CD1 1:A4:246:TYR:C 2.96 0.43
1:A5:200:LEU:HA 1:A5:244:SER:HA 2.00 0.43
1:Ae:205:THR:O 1:Ae:236:MET:HB2 2.19 0.43
1:Al:198:GLN:O 1:Al:277:- THR:HA 2.18 0.43
1:Al:201:TYR:OH 1:A1:210:HIS:CD2 2.72 0.43
1:Ar:200:LEU:HA 1:Ar:244:SER:HA 1.99 0.43
2:BP:17:- THR:HG22 2:Bd:18:PRO:HD2 2.00 0.43
1:AD:200:LEU:HA 1:AD:244:SER:HA 2.00 0.43
1:AD:242:ASN:ND2 2:BP:29:VAL:HG13 2.34 0.43
1:AF:200:LEU:HA 1:AF:244:SER:HA 2.01 0.43
1:AZ:201:TYR:OH 1:AZ:210:HIS:HD2 2.01 0.43
1:A4:200:LEU:HA 1:A4:244:SER:HA 2.00 0.43
1:Aa:201:TYR:OH 1:Aa:210:HIS:CD2 2.72 0.43
1:Ab:200:LEU:HA 1:Ab:244:SER:HA 2.00 0.43
1:Ar:203:ASP:CB 1:Ar:208: MET:HE2 2.48 0.43
1:AD:201:TYR:CD2 1:AD:208:MET:HB3 2.54 0.43
1:AO:202: THR:HA 1:A0:241:PRO:O 2.19 0.43
1:AT:201:TYR:OH 1:AT:210:HIS:CD2 2.71 0.43
1:AV:205:THR:O 1:AV:236:MET:HB2 2.18 0.43
1:AV:227:-VAL:HG11 1:Ag:223:GLU:HG3 1.99 0.43
1:A3:155: THR:CG2 1:A3:156:PRO:HD2 2.47 0.43
1:Ak:198:GLN:O 1:Ak:277: THR:HA 2.19 0.43
1:Aq:201:TYR:OH 1:Aq:210:HIS:CD2 2.7 0.43
1:As:200:LEU:HA 1:As:244:SER:HA 2.00 0.43
1:At:155: THR:CG2 1:At:156:PRO:HD2 2.46 0.43
2:B1:29:VAL:O 2:B1:29:VAL:HG12 2.19 0.43
1:AM:211:LEU:HD23 | 1:AM:231:ARG:HB2 2.01 0.43
1:AQ:230:PHE:CE2 1:AQ:249:GLY:HA3 2.54 0.43
1:AS:230:PHE:CE2 1:AS:249:GLY:HA3 2.53 0.43
1:AT:200:LEU:HA 1:AT:244:SER:HA 2.00 0.43
1:AZ:200:LEU:HA 1:A7:244:SER:HA 2.00 0.43
1:A2:198:GLN:O 1:A2:277:-THR:HA 2.19 0.43
1:Ac:201:TYR:OH 1:Ac:210:HIS:CD2 2.71 0.43
1:Ag:205:THR:O 1:Ag:236:MET:HB2 2.19 0.43
1:Aq:200:LEU:HA 1:Aq:244:SER:HA 2.00 0.43
1:Ax:200:LEU:HA 1:Ax:244:SER:HA 2.00 0.43
2:B2:29:VAL:O 2:B2:29:VAL:HG12 2.18 0.43
2:B3:17: THR:HG22 2:Bx:18:PRO:HD2 2.00 0.43
2:Bk:29:VAL:O 2:Bk:29:VAL:HG12 2.19 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:AA:211:LEU:HD23 | 1:AA:231:ARG:HB2 2.01 0.43
1:AA:230:PHE:CE2 1:AA:249:GLY:HA3 2.53 0.43
1:A5:172:PHE:CD1 1:A5:172:PHE:C 2.97 0.43
1:A9:201:TYR:OH 1:A9:210:HIS:CD2 2.72 0.43
1:Au:198:GLN:O 1:Au:277:THR:HA 2.19 0.43
1:Av:205: THR:HG22 1:Av:207:ALA:H 1.83 0.43
1:Aw:201:TYR:OH 1:Aw:210:HIS:CD2 2.72 0.43
2:BM:29:VAL:O 2:BM:29:VAL:HG12 2.19 0.43
2:BY:29:VAL:HG12 2:BY:29:VAL:O 2.19 0.43
1:AH:205:THR:HG22 1:AH:207:ALA:H 1.84 0.42
1:AM:246:TYR:CD1 1:AM:246:TYR:C 2.97 0.42
1:A0O:240:LEU:N 1:A0:241:PRO:HD3 2.34 0.42
1:A0:236:MET:HE3 1:A0:241:PRO:HB3 2.01 0.42
1:A3:236:MET:HE3 1:A3:241:PRO:HB3 2.01 0.42
1:A6:203:ASP:CB 1:A6:208:MET:HE2 2.49 0.42
1:Ad:201:TYR:OH 1:Ad:210:HIS:CD2 2.72 0.42
1:Ai:205:THR:O 1:Ai:236:MET:HB2 2.19 0.42
1:Ai:240:LEU:N 1:Ai:241:PRO:HD3 2.34 0.42
1:Al:205: THR:HG22 1:Al:207:ALA:H 1.84 0.42
1:Ar:236:MET:HE3 1:Ar:241:PRO:HB3 2.00 0.42
1:AG:155:THR:CG2 1:AG:156:PRO:HD2 2.47 0.42
1:AT:246:TYR:CD1 1:AT:246:TYR:C 2.97 0.42
1:AU:230:PHE:CE2 1:AU:249:GLY:HA3 2.53 0.42
1:AU:240:LEU:N 1:AU:241:PRO:HD3 2.34 0.42
1:A9:211:LEU:HD23 1:A9:231:ARG:HB2 2.01 0.42
1:Af:231:ARG:NH1 1:Al:275:ASP:OD1 2.52 0.42
1:Ah:155:THR:CG2 1:Ah:156:PRO:HD2 2.49 0.42
1:Ak:231:ARG:NH1 1:Aq:275:ASP:OD1 2.51 0.42
1:A0:205:THR:O 1:A0:236:MET:HB2 2.18 0.42
1:At:198:GLN:O 1:At:277: THR:HA 2.19 0.42
2:BF:29:VAL:O 2:BF:29:VAL:HG12 2.19 0.42
1:AV:198:GLN:O 1:AV:277:THR:HA 2.18 0.42
1:AV:236:MET:HE3 1:AV:241:PRO:HB3 2.01 0.42
1:A1:265:ARG:HH11 1:A1:265:ARG:CG 2.21 0.42
1:A7:211:LEU:HD23 1:A7:231:ARG:HB2 2.01 0.42
1:Ae:211:LEU:HD23 1:Ae:231:ARG:HB2 2.00 0.42
1:Ah:201:TYR:OH 1:Ah:210:HIS:CD2 2.72 0.42
1:Am:236:MET:HE3 1:Am:241:PRO:HB3 2.02 0.42
1:Am:246:TYR:CD1 1:Am:246:TYR:C 2.97 0.42
1:At:275:ASP:0OD1 1:Ax:231:ARG:NH1 2.52 0.42
2:BX:18:PRO:CD 2:Bh:17:THR:HG22 2.49 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:AG:201:TYR:OH 1:AG:210:HIS:CD2 2.73 0.42
1:AQ:200:LEU:HA 1:AQ:244:SER:HA 2.00 0.42
1:A1:200:LEU:HA 1:A1:244:SER:HA 2.01 0.42
1:A4:198:GLN:O 1:A4:277:-THR:HA 2.18 0.42
1:Aa:172:PHE:CD1 1:Aa:172:PHE:C 2.98 0.42
1:Ac:211:LEU:HD23 1:Ac:231:ARG:HB2 2.02 0.42
1:Ad:200:LEU:HA 1:Ad:244:SER:HA 2.02 0.42
1:Ai:246:TYR:CD1 1:A1:246:TYR:C 2.98 0.42
1:Aj:201:TYR:OH 1:Aj:210:HIS:CD2 2.72 0.42
1:An:155:THR:CG2 1:An:156:PRO:HD2 2.47 0.42
2:B1:17: THR:HG22 2:Bv:18:PRO:CD 2.49 0.42
1:AL:198:GLN:O 1:AL:277:THR:HA 2.20 0.42
1:AW:200:LEU:HA 1:AW:244:SER:HA 2.01 0.42
1:A3:205: THR:HG22 1:A3:207:ALA:H 1.84 0.42
1:A6:246:TYR:CD1 1:A6:246:TYR:C 2.98 0.42
1:Ah:201:TYR:CD2 1:Ah:208:MET:HB3 2.54 0.42
2:Bb:29:VAL:O 2:Bb:29:VAL:HG12 2.19 0.42
2:Bi:29:VAL:O 2:Bi:29:VAL:HG12 2.20 0.42
1:AC:246:TYR:CD1 1:AC:246:TYR:C 2.97 0.42
1:AE:203:ASP:CB 1:AE:208:MET:HE2 2.50 0.42
1:AG:246:TYR:CD1 1:AG:246:TYR:C 2.98 0.42
1:AK:240:LEU:N 1:AK:241:PRO:HD3 2.34 0.42
1:A6:201: TYR:CD2 1:A6:208:MET:HB3 2.54 0.42
1:A0:201:TYR:OH 1:A0:210:HIS:CD2 2.72 0.42
1:Ar:201:TYR:OH 1:Ar:210:HIS:CD2 2.72 0.42
1:Au:201:TYR:OH 1:Au:210:HIS:CD2 2.72 0.42
1:Aw:231:ARG:NH1 1:Ax:275:ASP:0OD2 2.47 0.42
2:BH:29:VAL:HG12 2:BH:29:VAL:O 2.19 0.42
2:B0O:29:VAL:O 2:B0O:29:VAL:HG12 2.20 0.42
2:B4:29:VAL:O 2:B4:29:VAL:HG12 2.18 0.42
1:AD:205: THR:HG22 1:AD:207:ALA:H 1.84 0.42
1:AE:205:THR:O 1:AE:236:MET:HB2 2.19 0.42
1:AI:201:TYR:CD2 1:AI:208:MET:HB3 2.55 0.42
1:AN:246:TYR:C 1:AN:246:TYR:CD1 2.97 0.42
1:A1:198:GLN:HA 1:A1:245:CYS:O 2.19 0.42
1:A2:201:TYR:CD2 1:A2:208:MET:HB3 2.55 0.42
1:Af:246:TYR:CD1 1:Af:246: TYR:C 2.98 0.42
1:Ap:200:LEU:HA 1:Ap:244:SER:HA 2.01 0.42
1:Aw:246:TYR:CD1 1:Aw:246:TYR:C 2.98 0.42
2:BG:18:PRO:CD 2:B4:17: THR:HG22 2.50 0.42
2:BK:29:VAL:O 2:BK:29:VAL:HG12 2.18 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

2:BT:29:VAL:O 2:BT:29:VAL:HG12 2.19 0.42
1:AD:231:ARG:NH1 1:AJ:275:ASP:0OD2 2.46 0.42
1:AF:275:ASP:0D2 1:AR:231:ARG:NH1 2.48 0.42
1:AJ:198:GLN:O 1:AJ:277:THR:HA 2.20 0.42
1:AL:201:TYR:OH 1:AL:210:HIS:CD2 2.73 0.42
1:AP:201:TYR:OH 1:AP:210:HIS:HD2 2.01 0.42
1:AS:201:TYR:CD2 1:AS:208:MET:HB3 2.55 0.42
1:AZ:198:GLN:O 1:AZ:277: THR:HA 2.20 0.42
1:A2:205:THR:O 1:A2:236:MET:HB2 2.20 0.42
1:A6:205: THR:HG22 1:A6:207:ALA:H 1.85 0.42
1:A7:236:MET:HE3 1:A7:241:PRO:HB3 2.01 0.42
1:Aa:155:THR:CG2 1:Aa:156:PRO:HD2 2.48 0.42
1:Ag:231:ARG:NH1 1:Am:275:ASP:OD1 2.52 0.42
1:Ah:172:PHE:CD1 1:Ah:172:PHE:C 2.98 0.42
1:An:198:GLN:O 1:An:277:THR:HA 2.20 0.42
1:As:147:LEU:HD23 1:As:148:GLN:N 2.35 0.42
1:Au:203:ASP:CB 1:Au:208:MET:HE2 2.50 0.42
1:AC:236:MET:HE3 1:AC:241:PRO:HB3 2.01 0.42
1:AI:201: TYR:OH 1:AI:210:HIS:CD2 2.73 0.42
1:AJ:205: THR:HG22 1:AJ:207:ALA:H 1.84 0.42
1:AL:172:PHE:CD1 1:AL:172:PHE:C 2.98 0.42
1:AM:203:ASP:HB3 | 1:AM:208:MET:HG3 2.02 0.42
1:AN:201:TYR:OH 1:AN:210:HIS:CD2 2.73 0.42
1:AQ:201:TYR:OH 1:AQ:210:HIS:CD2 2.72 0.42
1:AR:155:THR:CG2 1:AR:156:PRO:HD2 2.48 0.42
1:AW:205:THR:O 1:AW:236:MET:HB2 2.19 0.42
1:A0:231:ARG:NH1 1:A6:275:ASP:0D2 2.45 0.42
1:A6:205:THR:O 1:A6:236:MET:HB2 2.19 0.42
1:A7:201:TYR:OH 1:A7:210:HIS:CD2 2.73 0.42
1:A7:201:TYR:CD2 1:A7:208: MET:HB3 2.55 0.42
1:Ab:155:THR:CG2 1:Ab:156:PRO:HD2 2.47 0.42
1:Af:205:THR:O 1:Af:236:MET:HB2 2.19 0.42
1:Aj:200:LEU:HA 1:Aj:244:SER:HA 2.01 0.42
1:As:155: THR:CG2 1:As:156:PRO:HD2 2.49 0.42
1:Av:205:THR:O 1:Av:236:MET:HB2 2.20 0.42
2:Bq:29:VAL:O 2:Bq:29:VAL:HG12 2.20 0.42
1:AC:202: THR:HA 1:AC:241:PRO:O 2.20 0.42
1:AJ:246: TYR:CD1 1:AJ:246:TYR:C 2.98 0.42
1:AN:155:THR:CG2 1:AN:156:PRO:HD2 2.49 0.42
1:AS:236:MET:HE3 1:AS:241:PRO:HB3 2.01 0.42
1:AY:205:THR:HG22 1:AY:207:ALA:H 1.83 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:AY:205:THR:O 1:AY:236:MET:HB2 2.20 0.42
1:AZ:201:TYR:CD2 1:AZ:208:MET:HB3 2.55 0.42
1:A0:193:PHE:CE2 1:A0:283:LYS:HB2 2.55 0.42
1:Af:155:THR:CG2 1:Af:156:PRO:HD2 2.50 0.42
1:Ak:201:TYR:OH 1:Ak:210:HIS:HD2 2.03 0.42
1:Am:205:THR:HG22 1:Am:207:ALA:H 1.85 0.42
2:BW:29:VAL:O 2:BW:29:VAL:HG12 2.19 0.42
2:Bf:29:VAL:HG12 2:Bf:29:VAL:O 2.20 0.42
1:AB:201:TYR:CD2 1:AB:208:MET:HB3 2.55 0.41
1:AD:201:TYR:OH 1:AD:210:HIS:CD2 2.73 0.41
1:AH:236: MET:HE3 1:AH:241:PRO:HB3 2.02 0.41
1:AM:205:THR:O 1:AM:236:MET:HB2 2.20 0.41
1:AR:236:MET:HE3 1:AR:241:PRO:HB3 2.01 0.41
1:Ae:240:LEU:N 1:Ae:241:PRO:HD3 2.35 0.41
1:Ag:201:TYR:OH 1:Ag:210:HIS:CD2 2.73 0.41
1:Ah:240:LEU:N 1:Ah:241:PRO:HD3 2.35 0.41
2:BV:18:PRO:CD 2:Bg:17:THR:HG22 2.50 0.41
2:B9:29:VAL:O 2:B9:29:VAL:HG12 2.18 0.41
2:Bu:29:VAL:O 2:Bu:29:VAL:HG12 2.19 0.41
1:AG:236:MET:HE3 1:AG:241:PRO:HB3 2.02 0.41
1:AP:172:PHE:HA 1:A7:218:HIS:CD2 2.56 0.41
1:AU:236:MET:HE3 1:AU:241:PRO:HB3 2.01 0.41
1:A5:201: TYR:OH 1:A5:210:HIS:CD2 2.74 0.41
1:A5:205:THR:O 1:A5:236:MET:HB2 2.20 0.41
1:A8:200:LEU:HA 1:A8:244:SER:HA 2.01 0.41
1:Ac:231:ARG:NH1 1:Ai:275:ASP:0OD2 2.48 0.41
1:Ad:236:MET:HE3 1:Ad:241:PRO:HB3 2.02 0.41
1:Ae:200:LEU:HA 1:Ae:244:SER:HA 2.01 0.41
1:Ai:211:LEU:HD23 1:Ai:231:ARG:HB2 2.02 0.41
1:A0:240:LEU:N 1:A0:241:PRO:HD3 2.36 0.41
1:Au:236:MET:HE3 1:Au:241:PRO:HB3 2.02 0.41
1:Ax:201:TYR:OH 1:Ax:210:HIS:CD2 2.73 0.41
1:AB:246:TYR:CD1 1:AB:246:TYR:C 2.98 0.41
1:AK:246:TYR:CD1 1:AK:246:TYR:C 2.98 0.41
1:AL:246:TYR:CD1 1:AL:246:TYR:C 2.98 0.41
1:AM:201:TYR:CD2 | 1:AM:208:MET:HB3 2.55 0.41
1:AN:201:TYR:CD2 1:AN:208: MET:HB3 2.56 0.41
1:AT:155:THR:CG2 1:AT:156:PRO:HD2 2.48 0.41
1:A6:240:LEU:N 1:A6:241:PRO:HD3 2.35 0.41
1:Ap:201:TYR:OH 1:Ap:210:HIS:CD2 2.73 0.41
1:Ar:201:TYR:CD2 1:Ar:208:MET:HB3 2.55 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:Ar:246:TYR:CD1 1:Ar:246:TYR:C 2.98 0.41
1:Av:240:LEU:N 1:Av:241:PRO:HD3 2.36 0.41
2:BV:29:VAL:HG12 2:BV:29:VAL:O 2.21 0.41
1:AD:205:THR:O 1:AD:236:MET:HB2 2.21 0.41
1:AI:205:THR:O 1:AI:236:MET:HB2 2.20 0.41
1:A0:201: TYR:OH 1:A0:210:HIS:CD2 2.73 0.41
1:A7:246:TYR:CD1 1:A7:246:TYR:C 2.98 0.41
1:Aa:201:TYR:CD2 1:Aa:208:MET:HB3 2.56 0.41
1:Al:240:LEU:N 1:Al:241:PRO:HD3 2.35 0.41
1:A0:236:MET:HE3 1:A0:241:PRO:HB3 2.03 0.41
1:Aw:211:LEU:HD23 1:Aw:231:ARG:HB2 2.02 0.41
2:Bh:29:VAL:O 2:Bh:29:VAL:HG12 2.19 0.41
1:AB:275:ASP:0OD2 1:AN:231:ARG:NH1 2.48 0.41
1:AC:242:ASN:HB3 1:A0:233:ILE:CD1 2.48 0.41
1:AF:236:MET:HE3 1:AF:241:PRO:HB3 2.03 0.41
1:AJ:265:ARG:HH11 1:AJ:265:ARG:CG 2.20 0.41
1:AN:198:GLN:O 1:AN:277: THR:HA 2.21 0.41
1:A0:205:THR:O 1:A0:236:MET:HB2 2.20 0.41
1:AX:172:PHE:CD1 1:AX:172:PHE:C 2.99 0.41
1:A5:211:LEU:HD23 1:A5:231:ARG:HB2 2.01 0.41
1:Ac:275:ASP:0OD1 1:A0:231:ARG:NH1 2.54 0.41
1:Al:211:LEU:HD23 1:Al:231:ARG:HB2 2.02 0.41
1:Au:193:PHE:CE2 1:Au:283:LYS:HB2 2.55 0.41
2:BE:29:VAL:O 2:BE:29:VAL:HG12 2.21 0.41
1:AA:201:TYR:OH 1:AA:210:HIS:CD2 2.73 0.41
1:AE:155:THR:CG2 1:AE:156:PRO:HD2 2.49 0.41
1:AF:205:THR:O 1:AF:236:MET:HB2 2.20 0.41
1:AK:211:LEU:HD23 | 1:AK:231:ARG:HB2 2.01 0.41
1:AK:236:MET:HE3 1:AK:241:PRO:HB3 2.02 0.41
1:AW:201:TYR:OH 1:AW:210:HIS:CD2 2.73 0.41
1:A1:155: THR:CG2 1:A1:156:PRO:HD2 2.48 0.41
1:A3:205:THR:O 1:A3:236:MET:HB2 2.20 0.41
1:A6:200:LEU:HA 1:A6:244:SER:HA 2.01 0.41
1:A9:236:MET:HE3 1:A9:241:PRO:HB3 2.03 0.41
1:Ae:246:TYR:CD1 1:Ae:246:TYR:C 2.97 0.41
1:Ag:172:PHE:CD1 1:Ag:172:PHE:C 2.98 0.41
1:Ak:211:LEU:HD23 1:Ak:231:ARG:HB2 2.02 0.41
1:Al:201:TYR:CD2 1:Al:208:MET:HB3 2.55 0.41
1:At:201: TYR:OH 1:At:210:HIS:CD2 2.72 0.41
1:Av:246:TYR:CD1 1:Av:246:TYR:C 2.98 0.41
1:Aw:201:TYR:CD2 1:Aw:208:MET:HB3 2.56 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:BO:40: THR:HA 2:B0O:41:PRO:HD3 1.89 0.41
2:Bj:29:VAL:O 2:Bj:29:VAL:HG12 2.20 0.41
2:Bv:29:VAL:O 2:Bv:29:VAL:HG12 2.21 0.41
1:AB:240:LEU:N 1:AB:241:PRO:HD3 2.35 0.41
1:AD:198:GLN:O 1:AD:277:THR:HA 2.21 0.41
1:AE:202: THR:HA 1:AE:241:PRO:O 2.20 0.41
1:AI:236:MET:HE3 1:AI:241:PRO:HB3 2.03 0.41
1:AU:198:GLN:O 1:AU:277:THR:HA 2.20 0.41
1:AX:240:LEU:N 1:AX:241:PRO:HD3 2.36 0.41
1:A1:236:MET:HE3 1:A1:241:PRO:HB3 2.02 0.41
1:Af:242:ASN:HB3 1:Ar:233:ILE:CD1 2.48 0.41
1:Aq:211:LEU:HD23 1:Aq:231:ARG:HB2 2.01 0.41
1:At:201:TYR:CD2 1:At:208:MET:HB3 2.55 0.41
2:BN:29:VAL:O 2:BN:29:VAL:HG12 2.20 0.41
2:Bx:40:THR:HA 2:Bx:41:PRO:HD3 1.91 0.41
1:AB:172:PHE:CD1 1:AB:172:PHE:C 2.99 0.41
1:A0:201:TYR:OH 1:A0:210:HIS:CD2 2.73 0.41
1:A3:220:PHE:HE2 1:At:172:PHE:CD2 2.39 0.41
1:A3:246:TYR:CD1 1:A3:246:TYR:C 2.99 0.41
1:A5:240:LEU:N 1:A5:241:PRO:HD3 2.35 0.41
1:A9:246:TYR:CD1 1:A9:246:TYR:C 2.99 0.41
1:Ak:231:ARG:NH1 1:Aq:275:ASP:0OD2 2.49 0.41
1:A0:211:LEU:HD23 1:A0:231:ARG:HB2 2.03 0.41
1:As:172:PHE:CD1 1:As:172:PHE:C 2.98 0.41
2:BL:29:VAL:O 2:BL:29:VAL:HG12 2.20 0.41
2:Bg:29:VAL:O 2:Bg:29:VAL:HG12 2.20 0.41
1:AA:205:THR:HG22 1:AA:207:ALA:H 1.85 0.41
1:AA:246:TYR:CD1 1:AA:246:TYR:C 2.98 0.41
1:AE:201: TYR:OH 1:AE:210:HIS:CD2 2.74 0.41
1:AM:230:PHE:CE2 1:AM:249:GLY:HA3 2.55 0.41
1:AX:203:ASP:HB3 1:AX:208:MET:HG3 2.03 0.41
1:AX:227:VAL:HG11 1:Ah:223:GLU:HG3 2.02 0.41
1:AY:201:TYR:OH 1:AY:210:HIS:CD2 2.74 0.41
1:AY:246:TYR:CD1 1:AY:246:TYR:C 2.99 0.41
1:AZ:240:LEU:N 1:AZ:241:PRO:HD3 2.36 0.41
1:A1:242:ASN:ND2 2:BV:29:VAL:HG13 2.36 0.41
1:A1:246:TYR:CD1 1:A1:246:TYR:C 2.98 0.41
1:A4:201:TYR:OH 1:A4:210:HIS:CD2 2.73 0.41
1:A7:205:THR:O 1:A7:236:MET:HB2 2.21 0.41
1:Ac:201:TYR:CD2 1:Ac:208:MET:HB3 2.56 0.41
1:Ae:155:THR:CG2 1:Ae:156:PRO:HD2 2.49 0.41

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

1:Ae:172:PHE:CD1 1:Ae:172:PHE:C 2.99 0.41
1:Af:201:TYR:OH 1:Af:210:HIS:CD2 2.73 0.41
1:Ai:203:ASP:HB3 1:Ai:208:-MET:HG3 2.02 0.41
1:Ai:236:MET:HE3 1:Ai:241:PRO:HB3 2.02 0.41
1:Al:205:THR:O 1:Al:236:MET:HB2 2.21 0.41
1:Am:240:LEU:N 1:Am:241:PRO:HD3 2.36 0.41
1:Ap:246:TYR:CD1 1:Ap:246:TYR:C 2.99 0.41
1:Aw:172:PHE:CD1 1:Aw:172:PHE:C 2.99 0.41
1:Ax:211:LEU:HD23 1:Ax:231:ARG:HB2 2.02 0.41
1:AA:240:LEU:N 1:AA:241:PRO:HD3 2.36 0.41
1:AE:275:ASP:OD1 1:AQ:231:ARG:NH1 2.54 0.41
1:AG:172:PHE:CD1 1:AG:172:PHE:C 2.98 0.41
1:AK:205:THR:O 1:AK:236:MET:HB2 2.21 0.41
1:AW:211:LEU:HD23 | 1:AW:231:ARG:HB2 2.02 0.41
1:A2:211:LEU:HD23 1:A2:231:ARG:HB2 2.02 0.41
1:A7:172:PHE:CD1 1:A7:172:PHE:C 2.99 0.41
1:Ac:240:LEU:N 1:Ac:241:PRO:HD3 2.36 0.41
1:Ac:246:TYR:CD1 1:Ac:246:TYR:C 2.98 0.41
1:Ae:201:TYR:CD2 1:Ae:208:MET:HB3 2.56 0.41
1:Ah:231:ARG:NH1 1:An:275:ASP:0OD2 2.49 0.41
2:BG:18:PRO:HD2 2:B4:17: THR:HG22 2.03 0.41
2:BZ:18:PRO:HD2 2:Bt:17:THR:HG22 2.03 0.41
2:B3:29:VAL:O 2:B3:29:VAL:HG12 2.20 0.41
2:Bi:40:THR:HA 2:Bi:41:PRO:HD3 1.89 0.41
1:AB:203:ASP:HB3 1:AB:208:MET:HG3 2.03 0.40
1:AW:246:TYR:CD1 1:AW:246:TYR:C 2.99 0.40
1:AZ:236:MET:HE3 1:A7:241:PRO:HB3 2.03 0.40
1:A0:211:LEU:HD23 1:A0:231:ARG:HB2 2.03 0.40
1:A1:172:PHE:CD1 1:A1:172:PHE:C 2.99 0.40
1:A1:203:ASP:HB3 1:A1:208: MET:HG3 2.02 0.40
1:A1:285:LEU:HD12 1:A7:285:LEU:CD1 2.50 0.40
1:A5:201:TYR:CD2 1:A5:208:MET:HB3 2.57 0.40
1:A9:198:GLN:O 1:A9:277:-THR:HA 2.21 0.40
1:Ac:242:ASN:HB3 1:A0:233:ILE:CD1 2.48 0.40
1:Ah:205:THR:O 1:Ah:236:MET:HB2 2.20 0.40
1:An:236:MET:HE3 1:An:241:PRO:HB3 2.02 0.40
1:Ar:205:THR:O 1:Ar:236:MET:HB2 2.21 0.40
2:BA:29:VAL:O 2:BA:29:VAL:HG12 2.21 0.40
1:AD:160:LYS:O 1:AD:161:GLY:O 2.39 0.40
1:AN:236:MET:HE3 1:AN:241:PRO:HB3 2.03 0.40
1:AO:172:PHE:CD1 1:AO:172:PHE:C 2.99 0.40

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

1:AQ:172:PHE:CD1 1:AQ:172:PHE:C 2.99 0.40
1:AR:172:PHE:CD1 1:AR:172:PHE:C 2.99 0.40
1:AV:202:THR:HA 1:AV:241:PRO:O 2.20 0.40
1:AW:275:ASP:CG 1:A8:231:ARG:HH11 2.28 0.40
1:A0:172:PHE:CD1 1:A0:172:PHE:C 2.99 0.40
1:A0:201:TYR:CD2 1:A0:208:MET:HB3 2.56 0.40
1:A5:246:TYR:CD1 1:A5:246:TYR:C 2.99 0.40
1:A8:246:TYR:CD1 1:A8:246:TYR:C 3.00 0.40
1:Aa:236:MET:HE3 1:Aa:241:PRO:HB3 2.02 0.40
1:Ab:172:PHE:CD1 1:Ab:172:PHE:C 3.00 0.40
1:Aq:246: TYR:CD1 1:Aq:246:TYR:C 2.99 0.40
1:At:236:MET:HE3 1:At:241:PRO:HB3 2.03 0.40
2:BS:40: THR:HA 2:BS:41:PRO:HD3 1.90 0.40
2:Bw:29:VAL:O 2:Bw:29:VAL:HG12 2.20 0.40
1:AC:203:ASP:HB3 1:AC:208:MET:HG3 2.02 0.40
1:AD:230:PHE:CE2 1:AD:249:GLY:HA3 2.56 0.40
1:Al:246:TYR:CD1 1:AI:246: TYR:C 2.99 0.40
1:AP:198:GLN:O 1:AP:277:-THR:HA 2.21 0.40
1:AU:200:LEU:HA 1:AU:244:SER:HA 2.02 0.40
1:AY:236:MET:HE3 1:AY:241:PRO:HB3 2.03 0.40
1:AZ:246:TYR:CD1 1:AZ:246:TYR:C 2.98 0.40
1:A3:220:PHE:CE2 1:At:172:PHE:CD2 3.09 0.40
1:Ai:172:PHE:CD1 1:Ai:172:PHE:C 2.99 0.40
1:Al:202: THR:HA 1:Al:241:PRO:O 2.21 0.40
1:Al:246:TYR:CD1 1:Al:246:TYR:C 2.99 0.40
1:Am:172:PHE:CD1 1:Am:172:PHE:C 2.99 0.40
1:Ar:211:LEU:HD23 1:Ar:231:ARG:HB2 2.04 0.40
1:Av:201:TYR:CD2 1:Av:208:MET:HB3 2.57 0.40
1:Ax:198:GLN:O 1:Ax:277: THR:HA 2.21 0.40
2:BH:24:CYS:N 2:BH:35:CYS:SG 2.95 0.40
2:Bl:29:VAL:O 2:Bl:29:VAL:HG12 2.21 0.40
2:Bq:40: THR:HA 2:Bq:41:PRO:HD3 1.90 0.40
1:AH:246:TYR:CD1 1:AH:246:TYR:C 2.99 0.40
1:AM:202: THR:HA 1:AM:241:PRO:O 2.21 0.40
1:A4:236:MET:HE3 1:A4:241:PRO:HB3 2.03 0.40
1:Af:236: MET:HE3 1:Af:241:PRO:HB3 2.02 0.40
1:Ak:160:LYS:O 1:Ak:161:GLY:O 2.39 0.40
1:A0:172:PHE:CD1 1:A0:172:PHE:C 2.99 0.40
1:Ap:160:LYS:O 1:Ap:161:GLY:O 2.40 0.40
1:Ap:236:MET:HE3 1:Ap:241:PRO:HB3 2.03 0.40
1:Aq:202: THR:HA 1:Aq:241:PRO:0O 2.21 0.40

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:Av:211:LEU:HD23 1:Av:231:ARG:HB2 2.03 0.40
1:Ax:172:PHE:CD1 1:Ax:172:PHE:C 3.00 0.40
2:BU:40:THR:HA 2:BU:41:PRO:HD3 1.90 0.40
2:B0:29:VAL:O 2:B0:29:VAL:HG12 2.20 0.40
2:Bm:29:VAL:O 2:Bm:29:VAL:HG12 2.21 0.40
1:AB:211:LEU:HD23 | 1:AB:231:ARG:HB2 2.04 0.40
1:AC:205:THR:HG22 1:AC:207:ALA:H 1.87 0.40
1:AD:236:MET:HE3 1:AD:241:PRO:HB3 2.04 0.40
1:AI:230:PHE:CE2 1:Al:249:GLY:HA3 2.56 0.40
1:AM:160:LYS:O 1:AM:161:GLY:O 2.40 0.40
1:AT:236:MET:HE3 1:AT:241:PRO:HB3 2.04 0.40
1:AU:211:LEU:HD23 | 1:AU:231:ARG:HB2 2.04 0.40
1:AX:205:THR:O 1:AX:236:MET:HB2 2.22 0.40
1:A3:211:LEU:HD23 1:A3:231:ARG:HB2 2.04 0.40
1:A4:160:LYS:O 1:A4:161:GLY:O 2.40 0.40
1:Ab:240:LEU:N 1:Ab:241:PRO:HD3 2.36 0.40
1:Ac:202: THR:HA 1:Ac:241:PRO:O 2.22 0.40
1:Ah:265:ARG:NH1 1:Ah:265:ARG:CG 2.76 0.40
1:Ak:246:TYR:CD1 1:Ak:246:TYR:C 2.99 0.40
1:An:205:THR:O 1:An:236:MET:HB2 2.21 0.40
2:BG:29:VAL:HG12 2:BG:29:VAL:O 2.22 0.40
2:BP:40:THR:HA 2:BP:41:PRO:HD3 1.91 0.40
2:Bc:29:VAL:HG12 2:Bc:29:VAL:O 2.21 0.40

All (5) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-

metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:BY:18:PRO:O | 2:Bg:21:PRO:CB|2_655| 1.60 0.60
2:B3:23:GLU:OE2 | 2:B5:20:VAL:CG1[2_ 546] 1.87 0.33
2:BY:19:CYS:CA | 2:Bg:21:PRO:CGJ2_655] 1.91 0.29
2:BY:18:PRO:C | 2:Bg:21:PRO:CB|2_655| 2.01 0.19
2:BY:20:VAL:CA 2:Bg:19:CYS:0[2_ 655] 2.16 0.04

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

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

WO RLDWIDE
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The Analysed column shows the number of residues for which the backbone conformation was

analysed, and the total number of residues.

of similar resolution.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 | Bo 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | B1 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | B2 23/63 (36%) 22 (96%) | 1 (4%) 0 100 ] [100]
2 | B3 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100}
2 | B4 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | Bs 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | Be 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100}
2 | B7 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | B8 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | B9 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] 100}
2 | BA 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
> | BB 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] 100}
2 | BC 23/63 (36%) 22 (96%) | 1 (4%) 0 100 ] [100]
2> | BD 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | BE 23/63 (36%) 22 (96%) | 1 (4%) 0 100 ] [100]
2 | BF 23/63 (36%) 22 (96%) | 1 (4%) 0 100 100}
2 | BG 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2> | BH 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 BI 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | BJ 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | BK 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | BL 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | BM 23/63 (36%) 22 (96%) | 1 (4%) 0 100 ] [100]
2 | BN 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | BO 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | BP 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | BQ 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | BR 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 100}
2 | Bs 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] 100}
2 | BT 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | BU 23/63 (36%) 22 (96%) | 1 (4%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 | BV 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | BW 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | BX 23/63 (36%) 22 (96%) | 1 (4%) 0 100 ] [100]
2 | BY 23 /63 (36%) 21 (91%) | 2 (9%) 0 100 ] [ 100}
2 | Bz 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | Ba 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | Bb 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100}
2 Be 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | Bda 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | Be 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] 100}
2 Bf 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | Bg 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] 100}
2 | B 23/63 (36%) 22 (96%) | 1 (4%) 0 100 ] [100]
2 Bi 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 Bj 23/63 (36%) 22 (96%) | 1 (4%) 0 100 ] [100]
2 | Bk 23/63 (36%) 22 (96%) | 1 (4%) 0 100 100}
2 Bl 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | Bm 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | Bn 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | Bo 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | Bp 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | Bq 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 Br 23/63 (36%) 22 (96%) | 1 (4%) 0 100 ] [100]
2 | Bs 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 Bt 23/63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | Bu 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] [ 100]
2 | By 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 [100]
2 | Bw 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 100}
2 | Bx 23 /63 (36%) 22 (96%) | 1 (4%) 0 100 ] 100}
All | ALl | 9900/12660 (78%) | 9474 (96%) | 366 (4%) | 60 (1%)

All (60) Ramachandran outliers are listed below:
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Mol | Chain | Res | Type
1 AA 161 GLY
1 AB 161 GLY
1 AC 161 GLY
1 AD 161 GLY
1 AE 161 GLY
1 AF 161 GLY
1 AG 161 GLY
1 AH 161 GLY
1 Al 161 GLY
1 AJ 161 GLY
1 AK 161 GLY
1 AL 161 GLY
1 AM 161 GLY
1 AN 161 GLY
1 AO 161 GLY
1 AP 161 GLY
1 AQ 161 GLY
1 AR 161 GLY
1 AS 161 GLY
1 AT 161 GLY
1 AU 161 GLY
1 AV 161 GLY
1 AW 161 GLY
1 AX 161 GLY
1 AY 161 GLY
1 AZ 161 GLY
1 A0 161 GLY
1 Al 161 GLY
1 A2 161 GLY
1 A3 161 GLY
1 A4 161 GLY
1 A5 161 GLY
1 A6 161 GLY
1 AT 161 GLY
1 A8 161 GLY
1 A9 161 GLY
1 Aa 161 GLY
1 Ab 161 GLY
1 Ac 161 GLY
1 Ad 161 GLY
1 Ae 161 GLY
1 Af 161 GLY
1 Ag 161 GLY

Continued on next page...
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Mol | Chain | Res | Type
1 Ah 161 GLY
1 Ai 161 GLY
1 Aj 161 GLY
1 Ak 161 GLY
1 Al 161 GLY
1 Am 161 GLY
1 An 161 GLY
1 Ao 161 GLY
1 Ap 161 GLY
1 Aq 161 GLY
1 Ar 161 GLY
1 As 161 GLY
1 At 161 GLY
1 Au 161 GLY
1 Av 161 GLY
1 Aw 161 GLY
1 Ax 161 GLY

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 X-ray entries followed by that with respect to entries of similar

resolution.

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 A0 126/130 (97%) 121 (96%) 5 (4%) 28 56
1 Al 126/130 (97%) 121 (96%) 5 (4%) 28 56
1 A2 126/130 (97%) 121 (96%) 5 (4%) 28 56
1 A3 126/130 (97%) 121 (96%) 5 (4%) 28 56
1 A4 126/130 (97%) 122 (97%) 4 (3%) 34 60
1 A5 126/130 (97%) 122 (97%) 4 (3%) 34 60
1 A6 126/130 (97%) 122 (97%) 4 (3%) 34 60
1 AT 126/130 (97%) 122 (97%) 4 (3%) 34 60
1 A8 126/130 (97%) 122 (97%) 4 (3%) 34 60
1 A9 126/130 (97%) 121 (96%) 5 (4%) 28 56
1 AA 126/130 (97%) 122 (97%) 4 (3%) 34 60

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 Bi 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bj 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bk 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bl 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bm 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bn 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bo 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bp 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bq 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Br 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bs 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bt 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bu 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bv 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bw 22/51 (43%) 21 (96%) 1 (4%) 24 53
2 Bx 22/51 (43%) 21 (96%) 1 (4%) 24 53
All All 8880,/10860 (82%) | 8550 (96%) | 330 (4%) 30 58

All (330) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 AA 183 ASN
1 AA 233 ILE
1 AA 239 THR
1 AA 265 ARG
1 AB 183 ASN
1 AB 233 ILE
1 AB 239 THR
1 AB 265 ARG
1 AC 183 ASN
1 AC 233 ILE
1 AC 239 THR
1 AC 265 ARG
1 AD 183 ASN
1 AD 233 ILE
1 AD 239 THR

Continued on next page...
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Mol | Chain | Res | Type
AD 265 ARG
AD 276 VAL
AE 183 ASN
AE 233 ILE
AE 239 THR
AE 265 ARG
AF 183 ASN
AF 233 ILE
AF 239 THR
AF 265 ARG
AF 276 VAL
AG 183 ASN
AG 233 ILE
AG 239 THR
AG 265 ARG
AH 183 ASN
AH 233 ILE
AH 239 THR
AH 265 ARG
AH 276 VAL
Al 183 ASN
Al 233 ILE
Al 239 THR
Al 265 ARG
AJ 183 ASN
AJ 233 ILE
AJ 239 THR
Al 265 ARG
AK 183 ASN
AK 233 ILE
AK 239 THR
AK 265 ARG
AK 276 VAL
AL 183 ASN
AL 233 ILE
AL 239 THR
AL 265 ARG
AL 276 VAL
AM 183 ASN
AM 233 ILE
AM 239 THR
AM 265 ARG

Continued on next page...
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Mol | Chain | Res | Type
1 AN 183 ASN
1 AN 233 ILE
1 AN 239 THR
1 AN 265 ARG
1 AN 276 VAL
1 AO 183 ASN
1 AO 233 ILE
1 AO 239 THR
1 AO 265 ARG
1 AP 183 ASN
1 AP 233 ILE
1 AP 239 THR
1 AP 265 ARG
1 AP 276 VAL
1 AQ 183 ASN
1 AQ 233 ILE
1 AQ 239 THR
1 AQ 265 ARG
1 AR 183 ASN
1 AR 233 ILE
1 AR 239 THR
1 AR 265 ARG
1 AS 183 ASN
1 AS 233 ILE
1 AS 239 THR
1 AS 265 ARG
1 AT 183 ASN
1 AT 233 ILE
1 AT 239 THR
1 AT 265 ARG
1 AT 276 VAL
1 AU 183 ASN
1 AU 233 ILE
1 AU 239 THR
1 AU 265 ARG
1 AU 276 VAL
1 AV 183 ASN
1 AV 233 ILE
1 AV 239 THR
1 AV 265 ARG
1 AV 276 VAL
1 AW 183 ASN

Continued on next page...
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Mol | Chain | Res | Type
AW 233 ILE
AW 239 THR
AW 265 ARG
AW 276 VAL
AX 183 ASN
AX 233 ILE
AX 239 THR
AX 265 ARG
AX 276 VAL
AY 183 ASN
AY 233 ILE
AY 239 THR
AY 265 ARG
AZ 183 ASN
AZ 233 ILE
AZ 239 THR
AZ 265 ARG
A0 183 ASN
A0 233 ILE
A0 239 THR
A0 265 ARG
A0 276 VAL
Al 183 ASN
Al 233 ILE
Al 239 THR
Al 265 ARG
Al 276 VAL
A2 183 ASN
A2 233 ILE
A2 239 THR
A2 265 ARG
A2 276 VAL
A3 183 ASN
A3 233 ILE
A3 239 THR
A3 265 ARG
A3 276 VAL
A4 183 ASN
A4 233 ILE
A4 239 THR
A4 265 ARG
Ab 183 ASN

Continued on next page...
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Mol | Chain | Res | Type
Ab 233 ILE
Ab 239 THR
A5 265 ARG
A6 183 ASN
A6 233 ILE
A6 239 THR
A6 265 ARG
AT 183 ASN
A7 233 ILE
A7 239 THR
AT 265 ARG
A8 183 ASN
A8 233 ILE
A8 239 THR
A8 265 ARG
A9 183 ASN
A9 233 ILE
A9 239 THR
A9 265 ARG
A9 276 VAL
Aa 183 ASN
Aa 233 ILE
Aa 239 THR
Aa 265 ARG
Aa 276 VAL
Ab 183 ASN
Ab 233 ILE
Ab 239 THR
Ab 265 ARG
Ab 276 VAL
Ac 183 ASN
Ac 233 ILE
Ac 239 THR
Ac 265 ARG
Ad 183 ASN
Ad 233 ILE
Ad 239 THR
Ad 265 ARG
Ae 183 ASN
Ae 233 ILE
Ae 239 THR
Ae 265 ARG

Continued on next page...
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Mol | Chain | Res | Type
Ae 276 VAL
Af 183 ASN
Af 233 ILE
Af 239 THR
Af 265 ARG
Ag 183 ASN
Ag 233 ILE
Ag 239 THR
Ag 265 ARG
Ah 183 ASN
Ah 233 ILE
Ah 239 THR
Ah 265 ARG
Ai 183 ASN
Ai 233 ILE
Ai 239 THR
Ai 265 ARG
Aj 183 ASN
Aj 233 ILE
Aj 239 THR
Aj 265 ARG
183 ASN
Ak 233 ILE
Ak 239 THR
Ak 265 ARG
Al 183 ASN
Al 233 ILE
Al 239 THR
Al 265 ARG
Am 183 ASN
Am 233 ILE
Am 239 THR
Am 265 ARG
Am 276 VAL
An 183 ASN
An 233 ILE
An 239 THR
An 265 ARG
An 276 VAL
Ao 183 ASN
Ao 233 ILE
Ao 239 THR

Continued on next page...
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Mol | Chain | Res | Type
Ao 265 ARG
Ap 183 ASN
Ap 233 ILE
Ap 239 THR
Ap 265 ARG
Ap 276 VAL
Aq 183 ASN
Aq 233 ILE
Aq 239 THR
Aq 265 ARG
Ar 183 ASN
Ar 233 ILE
Ar 239 THR
Ar 265 ARG
Ar 276 VAL
As 183 ASN
As 233 ILE
As 239 THR
As 265 ARG
As 276 VAL
At 183 ASN
233 ILE
At 239 THR
At 265 ARG
At 276 VAL
Au 183 ASN
Au 233 ILE
Au 239 THR
Au 265 ARG
Av 183 ASN
Av 233 ILE
Av 239 THR
Av 265 ARG
Av 276 VAL
Aw 153 SER
Aw 183 ASN
Aw 233 ILE
Aw 239 THR
Aw 265 ARG
Aw 276 VAL
Ax 183 ASN
Ax 233 ILE

Continued on next page...
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Mol | Chain | Res | Type
Ax 239 THR
Ax 265 ARG
Ax 276 VAL
BA 31 HIS
BB 31 HIS
BC 31 HIS
BD 31 HIS
BE 31 HIS
BF 31 HIS
BG 31 HIS
BH 31 HIS
BI 31 HIS
BJ 31 HIS
BK 31 HIS
BL 31 HIS
BM 31 HIS
BN 31 HIS
BO 31 HIS
BP 31 HIS
BQ 31 HIS
BR 31 HIS
BS 31 HIS
BT 31 HIS
BU 31 HIS
BV 31 HIS
BW 31 HIS
BX 31 HIS
BY 31 HIS
BZ 31 HIS
BO 31 HIS
B1 31 HIS
B2 31 HIS
B3 31 HIS
B4 31 HIS
B5 31 HIS
B6 31 HIS
B7 31 HIS
B8 31 HIS
B9 31 HIS
Ba 31 HIS
Bb 31 HIS
Be 31 HIS

DI NN NN NN NN N NN NN NN N DN
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Mol | Chain | Res | Type
2 Bd 31 HIS
2 Be 31 HIS
2 Bf 31 HIS
2 Bg 31 HIS
2 Bh 31 HIS
2 Bi 31 HIS
2 Bj 31 HIS
2 Bk 31 HIS
2 Bl 31 HIS
2 Bm 31 HIS
2 Bn 31 HIS
2 Bo 31 HIS
2 Bp 31 HIS
2 Bq 31 HIS
2 Br 31 HIS
2 Bs 31 HIS
2 Bt 31 HIS
2 Bu 31 HIS
2 Bv 31 HIS
2 Bw 31 HIS
2 Bx 31 HIS

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (308)

such sidechains are listed below:

Mol | Chain | Res | Type
1 AA 183 ASN
1 AA 210 HIS
1 AA 234 GLN
1 AA 235 ASN
1 AB 183 ASN
1 AB 210 HIS
1 AB 234 GLN
1 AB 235 ASN
1 AB 242 ASN
1 AC 183 ASN
1 AC 210 HIS
1 AC 213 GLN
1 AC 234 GLN
1 AC 235 ASN
1 AC 242 ASN
1 AC 260 GLN
1 AD 183 ASN

Continued on next page...
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Mol | Chain | Res | Type
AD 210 HIS
AD 234 GLN
AD 235 ASN
AD 242 ASN
AE 183 ASN
AE 210 HIS
AE 213 GLN
AE 234 GLN
AE 235 ASN
AE 260 GLN
AF 210 HIS
AF 213 GLN
AF 234 GLN
AF 235 ASN
AF 260 GLN
AG 183 ASN
AG 210 HIS
AG 234 GLN
AG 235 ASN
AG 242 ASN
AH 210 HIS
AH 234 GLN
AH 235 ASN
AH 242 ASN
Al 183 ASN
Al 210 HIS
Al 218 HIS
Al 234 GLN
Al 235 ASN
AJ 183 ASN
AJ 210 HIS
AJ 218 HIS
Al 234 GLN
AJ 235 ASN
AK 183 ASN
AK 210 HIS
AK 234 GLN
AK 235 ASN
AL 183 ASN
AL 210 HIS
AL 213 GLN
AL 218 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 AL 234 GLN
1 AL 235 ASN
1 AL 260 GLN
1 AM 183 ASN
1 AM 210 HIS
1 AM 218 HIS
1 AM 234 GLN
1 AM 235 ASN
1 AM 242 ASN
1 AN 183 ASN
1 AN 210 HIS
1 AN 213 GLN
1 AN 234 GLN
1 AN 235 ASN
1 AN 242 ASN
1 AN 260 GLN
1 AO 183 ASN
1 AO 210 HIS
1 AO 234 GLN
1 AO 235 ASN
1 AO 242 ASN
1 AP 183 ASN
1 AP 210 HIS
1 AP 234 GLN
1 AP 235 ASN
1 AP 242 ASN
1 AQ 210 HIS
1 AQ 234 GLN
1 AQ 235 ASN
1 AR 210 HIS
1 AR 234 GLN
1 AR 235 ASN
1 AR 242 ASN
1 AS 183 ASN
1 AS 210 HIS
1 AS 218 HIS
1 AS 234 GLN
1 AS 235 ASN
1 AT 183 ASN
1 AT 210 HIS
1 AT 218 HIS
1 AT 234 GLN

Continued on next page...
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Mol | Chain | Res | Type
AT 235 ASN
AU 210 HIS
AU 234 GLN
AU 235 ASN
AV 183 ASN
AV 210 HIS
AV 218 HIS
AV 234 GLN
AV 235 ASN
AV 242 ASN
AW 210 HIS
AW 213 GLN
AW 218 HIS
AW 234 GLN
AW 235 ASN
AW 260 GLN
AX 183 ASN
AX 210 HIS
AX 234 GLN
AX 235 ASN
AY 183 ASN
AY 210 HIS
AY 234 GLN
AY 235 ASN
AY 242 ASN
AZ 183 ASN
AZ 210 HIS
AZ 218 HIS
AZ 234 GLN
AZ 235 ASN
AZ 242 ASN
A0 183 ASN
A0 210 HIS
A0 218 HIS
A0 234 GLN
A0 235 ASN
A0 242 ASN
Al 183 ASN
Al 210 HIS
Al 218 HIS
Al 234 GLN
Al 235 ASN

Continued on next page...

= === === =] == =] =] =] =)= =] == =] =] == =] =] == =] === =] =] == =] = = =] =] =] = =




Page 123 Full wwPDB X-ray Structure Validation Report 4V46
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Mol | Chain | Res | Type
Al 242 ASN
A2 183 ASN
A2 210 HIS
A2 213 GLN
A2 234 GLN
A2 235 ASN
A2 260 GLN
A3 210 HIS
A3 218 HIS
A3 234 GLN
A3 235 ASN
A3 242 ASN
A4 210 HIS
A4 218 HIS
A4 234 GLN
A4 235 ASN
A4 242 ASN
A5 183 ASN
A5 210 HIS
A5 213 GLN
A5 234 GLN
A5 235 ASN
A5 242 ASN
A5 260 GLN
A6 183 ASN
A6 210 HIS
A6 218 HIS
A6 234 GLN
A6 235 ASN
A7 183 ASN
AT 210 HIS
AT 218 HIS
AT 234 GLN
AT 235 ASN
AT 242 ASN
A8 183 ASN
A8 210 HIS
A8 218 HIS
A8 234 GLN
A8 235 ASN
A9 183 ASN
A9 210 HIS

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
A9 234 GLN
A9 235 ASN
Aa 210 HIS
Aa 213 GLN
Aa 218 HIS
Aa 234 GLN
Aa 235 ASN
Aa 260 GLN
Ab 210 HIS
Ab 234 GLN
Ab 235 ASN
Ac 210 HIS
Ac 234 GLN
Ac 235 ASN
Ac 242 ASN
Ad 183 ASN
Ad 210 HIS
Ad 234 GLN
Ad 235 ASN
Ad 242 ASN
Ae 183 ASN
Ae 210 HIS
Ae 234 GLN
Ae 235 ASN
Af 183 ASN
Af 210 HIS
Af 234 GLN
Af 235 ASN
Ag 183 ASN
Ag 210 HIS
Ag 234 GLN
Ag 235 ASN
Ag 242 ASN
Ah 183 ASN
Ah 210 HIS
Ah 234 GLN
Ah 235 ASN
Ai 183 ASN
Ai 210 HIS
Ai 218 HIS
Ai 234 GLN
Ai 235 ASN

Continued on next page...
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Mol | Chain | Res | Type
Ai 242 ASN
Aj 210 HIS
Aj 234 GLN
Aj 235 ASN
Aj 242 ASN
Ak 183 ASN
Ak 210 HIS
Ak 234 GLN
Ak 235 ASN
Al 183 ASN
Al 210 HIS
Al 213 GLN
Al 218 HIS
Al 234 GLN
Al 235 ASN
Al 242 ASN
Al 260 GLN
Am 210 HIS
Am 213 GLN
Am 218 HIS
Am 234 GLN
235 ASN
Am 242 ASN
Am 260 GLN
An 183 ASN
An 210 HIS
An 218 HIS
An 234 GLN
An 235 ASN
Ao 183 ASN
Ao 210 HIS
Ao 218 HIS
Ao 234 GLN
Ao 235 ASN
Ap 183 ASN
Ap 210 HIS
Ap 218 HIS
Ap 234 GLN
Ap 235 ASN
Ap 242 ASN
Aq 183 ASN
Aq 210 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 Aq 218 HIS
1 Aq 234 GLN
1 Aq 235 ASN
1 Ar 183 ASN
1 Ar 210 HIS
1 Ar 218 HIS
1 Ar 234 GLN
1 Ar 235 ASN
1 As 183 ASN
1 As 210 HIS
1 As 213 GLN
1 As 234 GLN
1 As 235 ASN
1 As 242 ASN
1 As 260 GLN
1 At 210 HIS
1 At 218 HIS
1 At 234 GLN
1 At 235 ASN
1 At 242 ASN
1 Au 210 HIS
1 Au 234 GLN
1 Au 235 ASN
1 Av 183 ASN
1 Av 210 HIS
1 Av 218 HIS
1 Av 234 GLN
1 Av 235 ASN
1 Av 242 ASN
1 Aw 210 HIS
1 Aw 213 GLN
1 Aw 234 GLN
1 Aw 235 ASN
1 Aw 260 GLN
1 Ax 183 ASN
1 Ax 210 HIS
1 Ax 218 HIS
1 Ax 234 GLN
1 Ax 235 ASN
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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 40 ligands modelled in this entry, 40 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

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/XrayValidationReportHelp#rna
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Page 128

Full wwPDB X-ray Structure Validation Report

4V46

6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A0 144,148 (97%) -0.12 19, 36, 57, 67 0
1 Al 144,148 (97%) 0.10 18, 36, 58, 67 0
1 A2 144,148 (97%) -0.03 19, 36, 58, 67 0
1 A3 144,148 (97%) 0.13 18, 35, 57, 66 0
1 Ad 144,148 (97%) 0.35 21, 38, 60, 68 0
1 A5 144,148 (97%) 0.09 18, 35, 57, 65 0
1 A6 144,148 (97%) -0.07 19, 37, 59, 67 0
1 AT 144,148 (97%) 0.03 18, 36, 57, 66 0
1 A8 144,148 (97%) -0.08 18, 37, 59, 66 0
1 A9 144,148 (97%) -0.01 16, 35, 57, 66 0
1 AA 144,148 (97%) 0.19 23, 38, 60, 68 0
1 AB 144,148 (97%) 0.03 18, 37, 59, 66 0
1 AC 144,148 (97%) 0.03 20, 38, 59, 68 0
1 AD 144,148 (97%) 0.02 15, 34, 57, 65 0
1 AE 144,148 (97%) -0.11 21, 37, 59, 68 0
1 AF 144,148 (97%) -0.10 18, 36, 57, 67 0
1 AG 144,148 (97%) 0.17 21, 38, 59, 68 0
1 AH 144,148 (97%) 0.01 19, 36, 58, 67 0
1 Al 144,148 (97%) 0.02 20, 38, 59, 68 0
1 AJ 144,148 (97%) 0.02 17, 34, 57, 66 0
1 AK 144,148 (97%) -0.12 20, 37, 58, 67 0
1 AL 144,148 (97%) -0.02 17, 34, 57, 66 0
1 | AM 144,148 (97%) 0.17 22, 39, 59, 68 0
1 AN 144/148 (97%) -0.02 18, 36, 58, 67 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 AO 144/148 (97%) -0.06 20, 38, 60, 68 0
1 AP 144/148 (97%) 0.04 15, 35, 58, 67 0
1 AQ 144/148 (97%) -0.19 20, 37, 58, 66 0
1 AR 144/148 (97%) -0.06 18, 36, 58, 67 0
1 AS 144/148 (97%) 0.19 21, 38, 59, 68 0
1 AT 144/148 (97%) -0.00 18, 36, 57, 66 0
1 AU 144/148 (97%) -0.13 20, 36, 58, 67 0
1 AV 144/148 (97%) -0.09 17, 36, 58, 66 0
1 AW 144/148 (97%) -0.07 20, 37, 58, 67 0
1 AX 144/148 (97%) 0.01 16, 35, 58, 66 0
1 AY 144/148 (97%) 0.25 22, 38, 59, 68 0
1 AZ 144/148 (97%) 0.02 19, 36, 57, 66 0
1 Aa 144/148 (97%) -0.02 19, 38, 59, 67 0
1 Ab 144/148 (97%) 0.00 17, 35, 57, 66 0
1 Ac 144/148 (97%) -0.09 21, 38, 59, 68 0
1 Ad 144/148 (97%) -0.01 16, 34, 57, 66 0
1 Ae 144/148 (97%) -0.07 20, 37, 59, 67 0
1 Af 144/148 (97%) -0.01 20, 37, 59, 67 0
1 Ag 144/148 (97%) 0.02 20, 37, 58, 67 0
1 Ah 144/148 (97%) 0.07 18, 35, 57, 66 0
1 Ai 144/148 (97%) 0.02 21, 38, 59, 68 0
1 Aj 144/148 (97%) -0.01 17, 35, 57, 66 0
1 Ak 144/148 (97%) -0.08 19, 37, 59, 67 0
1 Al 144/148 (97%) -0.10 20, 37, 59, 68 0
1 Am 144/148 (97%) -0.03 19, 36, 58, 68 0
1 An 144/148 (97%) -0.00 17, 35, 58, 66 0
1 Ao 144/148 (97%) -0.04 21, 38, 59, 68 0
1 Ap 144/148 (97%) -0.03 16, 35, 58, 66 0
1 Aq 144/148 (97%) -0.09 19, 37, 59, 68 0
1 Ar 144/148 (97%) -0.05 19, 37, 58, 67 0
1 As 144/148 (97%) -0.05 18, 36, 58, 66 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 At 144/148 (97%) 0.13 (0%) 1841 70 18, 35, 57, 66 0
1 Au 144/148 (97%) 0.00 0§100§ 100 20, 36, 58, 68 0
1 Av 144/148 (97%) 0.03 0 §100§ 100 19, 37, 58, 67 0
1 Aw 144/148 (97%) -0.00 0 §100§ 100 18, 36, 58, 66 0
1 Ax 144/148 (97%) 0.04 0 §100§ 100 17, 35, 57, 66 0
2 BO 25/63 (39%) 2.32 13 (52%) J0j 0 55, 91, 126, 136 0
2 B1 25/63 (39%) 1.86 6 (24%) §2111 56, 92, 126, 136 0
2 B2 25/63 (39%) 1.80 6 (24%) 42111 55, 91, 126, 135 0
2 B3 25/63 (39%) 3.04 20 (80%) O 10 55, 90, 125, 135 0
2 B4 25/63 (39%) 1.93 10 (40%) f1ff1 58, 93, 126, 136 0
2 B5 25/63 (39%) 2.95 15 (60%) O 0 55, 90, 125, 136 0
2 B6 25/63 (39%) 1.57 5(20%) 13112 57,91, 126, 136 0
2 B7 25/63 (39%) 2.44 13 (52%) Jof o0 55, 91, 126, 136 0
2 B8 25/63 (39%) 2.57 12 (48%) 0} 10 55, 91, 126, 136 0
2 B9 25/63 (39%) 1.86 9 (36%) f11]11 55, 91, 125, 135 0
2 BA 25/63 (39%) 2.21 8 (32%) f1]]11 58, 92, 126, 136 0
2 BB 25/63 (39%) 1.63 7(28%) 4111 57,92, 126, 136 0
2 BC 25/63 (39%) 1.96 7(28%) 4111 57,92, 126, 135 0
2 BD 25/63 (39%) 3.71 19 (76%) O 10 54, 89, 125, 136 0
2 BE 25/63 (39%) 2.15 11 (44%) Jof o0 57,92, 126, 136 0
2 BF 25/63 (39%) 2.16 10 (40%) f1ff1 56, 90, 126, 135 0
2 BG 25/63 (39%) 1.82 7(28%) 4111 57,93, 126, 135 0
2 BH 25/63 (39%) 2.51 14 (56%) JO 10 55, 90, 126, 136 0
2 BI 25/63 (39%) 1.86 10 (40%) f1ff1 57,92, 126, 135 0
2 BJ 25/63 (39%) 2.28 10 (40%) f1f11 54, 91, 125, 135 0
2 BK 25/63 (39%) 1.61 7(28%) 11111 57,92, 126, 135 0
2 BL 25/63 (39%) 3.43 19 (76%) O 10 54, 89, 125, 135 0
2 BM 25/63 (39%) 2.00 11 (44%) Joj o 58, 93, 126, 136 0
2 BN 25/63 (39%) 1.95 9 (36%) 1111 55, 92, 125, 135 0
2 BO 25/63 (39%) 1.82 8 (32%) 1111 58, 93, 126, 136 0
2 BP 25/63 (39%) 3.08 18 (72%) 0} 10 54, 90, 126, 136 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
2 BQ 25/63 (39%) 2.06 9 (36%) 56, 91, 126, 136 | 0
2 BR 25/63 (39%) 2.00 8 (32%) 55,92, 125,136 | 0
2 BS 25/63 (39%) 1.69 6 (24%) | 57, 93, 126, 136 0
2 BT 25/63 (39%) 2.01 8 (32%) | 56, 92, 126, 136 0
2 BU 25/63 (39%) 1.80 7 (28%) | 56, 92, 126, 136 0
2 BV 25/63 (39%) 2.35 9 (36%) | 56, 91, 126, 136 0
2 BW 25/63 (39%) 1.82 7 (28%) | 57, 92, 126, 136 0
2 BX 25/63 (39%) 2.01 9 (36%) | 55, 91, 126, 136 0
2 BY 25/63 (39%) 2.23 12 (48%) mlm 58, 92, 126, 136 0
2 BZ 25/63 (39%) 2.68 16 (64%) mlm 54, 90, 125, 136 0
2 Ba 25/63 (39%) 1.86 9 (36%) | 56, 91, 126, 136 0
2 Bb 25/63 (39%) 3.33 18 (72%) mlm 54, 90, 125, 135 0
2 Be 25/63 (39%) 1.70 7 (28%) | 57,92, 125, 135 0
2 Bd 25/63 (39%) 1.98 9 (36%) | 54, 91, 125, 136 0
2 Be 25/63 (39%) 1.80 5 (20%) | 56, 91, 126, 136 0
2 Bf 25/63 (39%) 2.06 10 (40%) | 58, 92, 126, 136 0
2 Bg 25/63 (39%) 2.79 17 (68%) mlm 56, 92, 126, 135 0
2 Bh 25/63 (39%) 2.08 10 (40%) | 54, 91, 126, 135 0
2 Bi 25/63 (39%) 1.85 7 (28%) | 57, 92, 126, 136 0
2 | B 25/63 (39%) 3.13 17 (68%) o] [o] |54, 90,125, 136 | 0
2 Bk 25/63 (39%) 2.21 13 (52%) mlm 56, 91, 125, 136 0
2 Bl 25/63 (39%) 1.73 7 (28%) | 56, 92, 125, 135 0
2 Bm 25/63 (39%) 1.90 9 (36%) | 56, 92, 126, 136 0
2 Bn 25/63 (39%) 1.86 8 (32%) | 55, 91, 126, 136 0
2 Bo 25/63 (39%) 1.93 10 (40%) | 57, 91, 126, 136 0
2 Bp 25/63 (39%) 3.84 19 (76%) mlm 54, 89, 125, 136 0
2 Bq 25/63 (39%) 2.10 11 (44%) mlm 56, 92, 126, 136 0
2 Br 25/63 (39%) 1.93 10 (40%) | 57,92, 126, 135 0
2 Bs 25/63 (39%) 2.67 14 (56%) mlm 55, 90, 125, 136 0
2 Bt 25/63 (39%) 2.03 9 (36%) | 54, 91, 125, 136 0
2 Bu 25/63 (39%) 1.84 7 (28%) 56, 92, 126, 136 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
2 By 25/63 (39%) 2.34 10 (40%) lll 55, 91, 125, 136 0
2 Bw 25/63 (39%) 2.78 15 (60%) mlm 55, 91, 125, 136 0
2 Bx 25/63 (39%) 2.77 14 (56%) m 0] | 54, 89, 126, 135 0
All | All | 10140/12660 (80%) 0.33 671 (6%) 24 |16 | 15, 39, 106, 136 0

All (671) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
2 Bp 41 | PRO 13.5
2 Bp 40 | THR 13.2
2 Bj 40 | THR 12.0
2 B5 41 | PRO 11.9
2 Be 41 | PRO 11.6
2 Bs 41 | PRO 10.8
2 BE 41 | PRO 10.6
2 Br 41 | PRO 10.6
2 BO 41 | PRO 10.5
2 BP 41 | PRO 10.5
2 Bf 41 | PRO 10.3
2 Be 41 | PRO 10.2
2 Bh 41 | PRO 10.1
2 Bm 41 | PRO 9.9
2 B8 40 | THR 9.6
2 BS 41 | PRO 9.6
2 BA 41 | PRO 9.5
2 B2 41 | PRO 9.5
2 Bx 17 | THR 9.4
2 BD 17 | THR 9.3
2 Bj 41 | PRO 9.2
2 Bw 41 | PRO 9.2
2 BT 41 | PRO 9.2
2 BP 40 | THR 9.1
2 BJ 17 | THR 9.0
2 BL 17 | THR 9.0
2 BF 41 | PRO 9.0
2 Bl 41 | PRO 9.0
2 BR 41 | PRO 8.9
2 BH 41 | PRO 8.8
2 BQ 41 | PRO 8.8
2 Bb 41 | PRO 8.8
2 BU 41 | PRO 8.6

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
2 B1 41 | PRO 8.6
2 BC 41 | PRO 8.6
2 BD 41 | PRO 8.6
2 Bu 41 | PRO 8.5
2 B8 41 | PRO 8.5
2 BB 41 | PRO 8.5
2 Bv 41 | PRO 8.5
2 Bx 41 | PRO 8.5
2 Bo 41 | PRO 8.3
2 B7 40 | THR 8.3
2 B3 41 | PRO 8.2
2 BI 41 | PRO 7.9
2 BV 41 | PRO 7.9
2 Bq 41 | PRO 7.9
2 BW 41 | PRO 7.8
2 BZ 41 | PRO 7.8
2 Bi 41 | PRO 7.8
2 B7 41 | PRO 7.8
2 Bt 41 | PRO 7.8
2 BY 41 | PRO 7.8
2 B4 41 | PRO 7.8
2 BN 17 | THR 7.7
2 Bb 17 | THR 7.7
2 Bw 40 | THR 7.6
2 Bb 22 | ALA 7.6
2 Bn 41 | PRO 7.6
2 Bp 17 | THR 7.6
2 BI 40 | THR 7.4
2 Bg 20 | VAL 7.4
2 BO 40 | THR 7.4
2 Bb5 40 | THR 7.4
2 Ba 41 | PRO 7.3
2 BG 41 | PRO 7.2
2 BM 41 | PRO 7.2
2 BT 17 | THR 7.1
2 BV 17 | THR 7.0
2 BL 41 | PRO 7.0
2 BX 41 | PRO 6.9
2 BO 41 | PRO 6.8
2 Bt 17 | THR 6.8
2 Bx 40 | THR 6.7
2 Bk 41 | PRO 6.6
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Mol | Chain | Res | Type | RSRZ
2 BL 22 | ALA 6.5
2 Bg 41 | PRO 6.5
2 B9 41 | PRO 6.5
2 Bv 40 | THR 6.4
2 Bb5 17 | THR 6.4
2 Bq 17 | THR 6.3
2 Bf 40 | THR 6.3
2 BD 21 | PRO 6.3
2 BK 17 | THR 6.1
2 B8 17 | THR 6.1
2 BQ 17 | THR 6.0
2 BX 40 | THR 6.0
2 B6 41 | PRO 6.0
2 B6 40 | THR 6.0
2 BK 41 | PRO 6.0
2 Bp 21 | PRO 6.0
2 BZ 17 | THR 5.8
2 BE 17 | THR 5.8
2 Be 17 | THR 5.8
2 B1 17 | THR 5.8
2 B9 17 | THR 5.8
2 Bg 18 | PRO 5.8
2 Bi 17 | THR 5.7
2 Bo 17 | THR 5.7
2 Bu 17 | THR 5.7
2 Bd 41 | PRO 5.7
2 BL 40 | THR 5.6
2 BW 17 | THR 5.6
2 Bd 17 | THR 5.6
2 Bg 17 | THR 5.6
2 BN 41 | PRO 5.5
2 BC 17 | THR 5.5
2 B3 17 | THR 5.5
2 BZ 40 | THR 5.5
2 Bk 40 | THR 5.5
2 Bk 17 | THR 5.4
2 Bm 17 | THR 5.4
2 BH 40 | THR 5.4
2 BD 39 | ARG 5.3
2 Bw 17 | THR 5.3
2 BD 40 | THR 5.2
2 BU 17 | THR 5.2
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Mol | Chain | Res | Type | RSRZ
2 BH 17 | THR 5.2
2 BQ 40 | THR 5.2
2 BV 18 | PRO 5.2
2 BD 38 | LEU 5.1
2 Bp 22 | ALA 5.1
2 Bl 40 | THR 5.1
2 B4 17 | THR 5.1
2 Bf 17 | THR 5.0
2 Bs 17 | THR 5.0
2 Br 17 | THR 5.0
2 B7 17 | THR 5.0
2 Bs 40 | THR 4.9
2 Ba 17 | THR 4.8
2 Bj 17 | THR 4.8
2 B6 17 | THR 4.8
2 BD 22 | ALA 4.8
2 Bu 40 | THR 4.8
2 BD 20 | VAL 4.7
2 BL 24 | CYS 4.7
2 Bg 19 | CYS 4.7
2 BR 17 | THR 4.7
2 Be 40 | THR 4.7
2 Bb 36 | GLY 4.7
2 BA 22 | ALA 4.7
2 BX 17 | THR 4.6
2 B2 17 | THR 4.6
2 B3 40 | THR 4.6
2 BJ 41 | PRO 4.6
2 BD 18 | PRO 4.5
2 Bp 20 | VAL 4.5
2 B3 38 | LEU 4.5
2 BF 17 | THR 4.4
2 BI 17 | THR 4.4
2 Bb 40 | THR 4.4
2 BL 38 | LEU 4.4
2 Bj 31 HIS 4.4
2 BL 36 | GLY 4.4
2 BF 40 | THR 4.4
2 B1 40 | THR 4.4
2 B3 22 | ALA 4.3
2 BP 31 HIS 4.3
2 BM 18 | PRO 4.3
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Mol | Chain | Res | Type | RSRZ
2 Bb 24 | CYS 4.3
2 BG 18 | PRO 4.2
2 BA 17 | THR 4.2
2 Bx 35 | CYS 4.2
2 BV 38 | LEU 4.2
2 Bs 20 | VAL 4.2
2 Bo 22 | ALA 4.1
2 BK 18 | PRO 4.1
2 Br 18 | PRO 4.1
2 BA 18 | PRO 4.1
2 Be 17 | THR 4.1
2 Bf 18 | PRO 4.1
2 BL 31 HIS 4.1
2 BD 24 | CYS 4.1
2 BY 21 | PRO 4.1
2 B3 32 | CYS 4.0
2 Bq 24 | CYS 4.0
2 Bb 38 | LEU 4.0
2 BB 17 | THR 4.0
2 BG 17 | THR 4.0
2 Bh 17 | THR 4.0
2 BL 35 | CYS 4.0
2 BV 20 | VAL 4.0
2 BO 17 | THR 4.0
2 BC 24 | CYS 4.0
2 B2 18 | PRO 4.0
2 Bv 22 | ALA 4.0
2 Bo 40 | THR 4.0
2 Bw 38 | LEU 4.0
2 BD 32 | CYS 3.9
2 Bd 31 HIS 3.9
2 Bp 39 | ARG 3.9
2 Ba 40 | THR 3.8
2 BP 38 | LEU 3.8
2 BZ 35 | CYS 3.8
2 Bp 24 | CYS 3.8
2 BJ 18 | PRO 3.8
2 BM 17 | THR 3.8
2 BF 24 | CYS 3.8
2 Bs 24 | CYS 3.8
2 B5 22 | ALA 3.8
2 Bp 38 | LEU 3.8
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Mol | Chain | Res | Type | RSRZ
2 B2 31 HIS 3.7
2 BA 40 | THR 3.7
2 Bq 40 | THR 3.7
2 BX 32 | CYS 3.7
2 Bv 35 | CYS 3.7
2 BL 20 | VAL 3.7
2 Bn 38 | LEU 3.7
2 BS 18 | PRO 3.7
2 Bu 18 | PRO 3.7
2 BJ 40 | THR 3.7
2 Bd 40 | THR 3.7
2 B3 19 | CYS 3.7
2 BP 37 | LEU 3.7
2 BE 18 | PRO 3.7
2 Bn 17 | THR 3.6
2 Bg 37 | LEU 3.6
2 Bh 18 | PRO 3.6
2 BU 40 | THR 3.6
2 B5 38 | LEU 3.6
2 B3 24 | CYS 3.6
2 BD 23 | GLU 3.6
2 Bp 18 | PRO 3.6
2 Bt 24 | CYS 3.6
2 BB 18 | PRO 3.6
2 Be 18 | PRO 3.6
2 BE 24 | CYS 3.6
2 Bb 35 | CYS 3.6
2 Bj 38 | LEU 3.6
2 BA 24 | CYS 3.5
2 Bb 20 | VAL 3.5
2 BC 18 | PRO 3.5
2 BD 35 | CYS 3.5
2 Bh 24 | CYS 3.5
2 Bs 38 | LEU 3.5
2 BP 17 | THR 3.5
2 BT 40 | THR 3.5
2 B9 31 HIS 3.5
2 B8 19 | CYS 3.5
2 B8 38 | LEU 3.5
2 Bt 38 | LEU 3.5
2 BX 18 | PRO 3.5
2 B3 23 | GLU 3.4
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Mol | Chain | Res | Type | RSRZ
2 Bw 20 | VAL 3.4
2 BJ 31 HIS 3.4
2 Bn 24 | CYS 3.4
2 BT 18 | PRO 3.4
2 Bb5 20 | VAL 3.4
2 BM 22 | ALA 3.4
2 Bb 18 | PRO 3.4
2 Bj 21 | PRO 3.4
2 BM 24 | CYS 3.4
2 Bw 35 | CYS 3.4
2 BB 40 | THR 3.4
2 BP 39 | ARG 3.4
2 BY 33 | VAL 3.4
2 BS 40 | THR 3.4
2 B7 35 | CYS 3.3
2 BF 31 HIS 3.3
2 BN 40 | THR 3.3
2 Bq 31 HIS 3.3
2 BM 20 | VAL 3.3
2 B5 19 | CYS 3.3
2 BR 40 | THR 3.3
2 BJ 38 | LEU 3.3
2 BR 38 | LEU 3.3
2 BZ 38 | LEU 3.3
2 BD 31 HIS 3.3
2 BT 20 | VAL 3.3
2 BY 20 | VAL 3.3
2 BH 24 | CYS 3.2
2 BH 32 | CYS 3.2
2 BH 35 | CYS 3.2
2 BZ 24 | CYS 3.2
2 Bj 24 | CYS 3.2
2 Bq 18 | PRO 3.2
2 Bt 18 | PRO 3.2
2 BG 40 | THR 3.2
2 Bm 40 | THR 3.2
2 BP 22 | ALA 3.2
2 B3 21 | PRO 3.2
2 BJ 24 | CYS 3.2
2 Bp 35 | CYS 3.2
2 Br 40 | THR 3.2
2 Bg 22 | ALA 3.2
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Mol | Chain | Res | Type | RSRZ
2 Bw 22 | ALA 3.2
2 Bs 37 | LEU 3.2
2 B5 21 | PRO 3.2
2 BN 19 | CYS 3.2
2 Bv 17 | THR 3.2
2 Bx 38 | LEU 3.2
2 BY 18 | PRO 3.2
2 BD 19 | CYS 3.2
2 Bx 20 | VAL 3.2
2 BJ 35 | CYS 3.1
2 BP 35 | CYS 3.1
2 BA 20 | VAL 3.1
2 Bd 18 | PRO 3.1
2 Bb 23 | GLU 3.1
2 BZ 32 | CYS 3.1
2 Bj 39 | ARG 3.1
2 B5 18 | PRO 3.1
2 B6 18 | PRO 3.1
2 B9 18 | PRO 3.1
2 Be 24 | CYS 3.1
2 Bs 18 | PRO 3.1
2 BO 37 | LEU 3.1
2 BL 23 | GLU 3.1
2 Ba 18 | PRO 3.1
2 B4 24 | CYS 3.1
2 BX 31 HIS 3.0
2 Bf 31 HIS 3.0
2 Bp 31 HIS 3.0
2 BP 20 | VAL 3.0
2 BT 24 | CYS 3.0
2 B4 35 | CYS 3.0
2 Bce 38 | LEU 3.0
2 B9 40 | THR 3.0
2 Bi 20 | VAL 3.0
2 BU 18 | PRO 3.0
2 BV 21 | PRO 3.0
2 Br 38 | LEU 3.0
2 Bv 37 | LEU 3.0
2 Bj 22 | ALA 3.0
2 Bq 39 | ARG 3.0
2 B1 24 | CYS 3.0
2 B3 18 | PRO 3.0

Continued on next page...



Page 140

Full wwPDB X-ray Structure Validation Report

4V46

Continued from previous page...

Mol | Chain | Res | Type | RSRZ
2 Bu 38 | LEU 3.0
2 BL 34 | ALA 3.0
2 Bb 31 HIS 3.0
2 Bk 35 | CYS 3.0
2 Bw 19 | CYS 3.0
2 BL 37 | LEU 3.0
2 Bb 37 | LEU 3.0
2 BJ 30 | ARG 3.0
2 BS 17 | THR 3.0
2 Bh 40 | THR 3.0
2 BW 18 | PRO 29
2 B3 37 | LEU 2.9
2 Bi 24 | CYS 2.9
2 BE 40 | THR 2.9
2 Bp 34 | ALA 2.9
2 Bj 20 | VAL 2.9
2 B3 36 | GLY 2.9
2 BN 31 HIS 2.9
2 BO 40 | THR 2.9
2 BR 24 | CYS 2.9
2 BV 34 | ALA 2.9
2 Bq 22 | ALA 2.9
2 Bu 31 HIS 2.9
2 B8 39 | ARG 2.9
2 Bt 40 | THR 2.9
2 BO 24 | CYS 2.9
2 BA 21 | PRO 2.8
2 B8 22 | ALA 2.8
2 BK 40 | THR 2.8
2 BM 40 | THR 2.8
2 Be 40 | THR 2.8
2 Bm 18 | PRO 2.8
2 BP 32 | CYS 2.8
2 Bp 19 | CYS 2.8
2 BF 38 | LEU 2.8
2 B1 18 | PRO 2.8
2 BS 20 | VAL 2.8
2 BO 39 | ARG 2.8
2 B3 20 | VAL 2.8
2 Bo 39 | ARG 2.8
2 B7 37 | LEU 2.8
2 Bm 38 | LEU 2.8
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Mol | Chain | Res | Type | RSRZ
2 BP 19 | CYS 2.8
2 BP 24 | CYS 2.8
2 BZ 34 | ALA 2.8
2 Bi 18 | PRO 2.8
2 Bg 23 | GLU 2.8
2 Bl 17 | THR 2.8
2 Bn 40 | THR 2.8
2 B5 35 | CYS 2.8
2 Bg 24 | CYS 2.8
2 Bx 24 | CYS 2.8
2 Bx 31 HIS 2.8
2 Bx 22 | ALA 2.8
2 Bb 21 | PRO 2.8
2 Bt 31 HIS 2.8
2 BO 21 | PRO 2.8
2 BZ 37 | LEU 2.8
2 BO 17 | THR 2.8
2 Bk 39 | ARG 2.7
2 BL 32 | CYS 2.7
2 Ba 32 | CYS 2.7
2 Bw 24 | CYS 2.7
2 BO 20 | VAL 2.7
2 BN 18 | PRO 2.7
2 Bk 18 | PRO 2.7
2 BO 18 | PRO 2.7
2 BW 35 | CYS 2.7
2 BO 21 | PRO 2.7
2 Bj 32 | CYS 2.7
2 Bx 18 | PRO 2.7
1 Ah 162 | SER 2.7
2 BP 36 | GLY 2.7
2 BR 39 | ARG 2.7
2 Bk 22 | ALA 2.7
2 BI 38 | LEU 2.7
2 Bd 38 | LEU 2.7
2 Bw 37 | LEU 2.7
2 Bw 18 | PRO 2.7
2 Br 24 | CYS 2.7
2 Bx 19 | CYS 2.7
2 BH 22 | ALA 2.7
2 BO 22 | ALA 2.7
2 BQ 31 HIS 2.7
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Mol | Chain | Res | Type | RSRZ
2 BZ 31 HIS 2.7
2 Ba 38 | LEU 2.7
2 Bg 38 | LEU 2.7
2 BL 18 | PRO 2.7
2 B4 18 | PRO 2.7
2 Bl 18 | PRO 2.7
2 Bs 21 | PRO 2.7
2 Bv 21 | PRO 2.7
1 AJ 266 | GLU 2.7
2 BO 19 | CYS 2.7
2 BH 38 | LEU 2.7
2 BV 31 HIS 2.7
2 Bg 39 | ARG 2.6
2 BY 40 | THR 2.6
2 Bg 32 | CYS 2.6
2 Bk 24 | CYS 2.6
2 Bp 32 | CYS 2.6
2 B9 22 | ALA 2.6
2 Bm 31 HIS 2.6
2 Bp 23 | GLU 2.6
2 Bq 35 | CYS 2.6
1 A5 162 | SER 2.6
2 BI 31 HIS 2.6
2 BO 31 HIS 2.6
2 Bg 21 | PRO 2.6
2 BH 23 | GLU 2.6
2 BP 23 | GLU 2.6
2 Bv 38 | LEU 2.6
2 BZ 33 | VAL 2.6
2 B5 34 | ALA 2.6
2 Bd 35 | CYS 2.6
2 BK 39 | ARG 2.6
2 BH 18 | PRO 2.6
1 AW 285 | LEU 2.6
2 B7 38 | LEU 2.6
2 Bj 37 | LEU 2.6
2 BF 22 | ALA 2.6
2 Bj 19 | CYS 2.6
2 B1 31 HIS 2.6
2 B8 31 HIS 2.6
2 B9 38 | LEU 2.6
2 BW 40 | THR 2.6
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Mol | Chain | Res | Type | RSRZ
1 AM 237 | PRO 2.5
2 BL 19 | CYS 2.5
2 BQ 35 | CYS 2.5
2 Bh 32 | CYS 2.5
2 Bk 36 | GLY 2.5
2 BD 37 | LEU 2.5
2 Bh 38 | LEU 2.5
2 BE 20 | VAL 2.5
2 BT 39 | ARG 2.5
2 BD 34 | ALA 2.5
2 Bs 34 | ALA 2.5
2 Bb5 31 HIS 2.5
2 BO 35 | CYS 2.5
2 BQ 36 | GLY 2.5
2 B8 37 | LEU 2.5
2 Bp 33 | VAL 2.5
2 Bl 22 | ALA 2.5
2 BE 21 | PRO 2.5
2 BE 31 HIS 2.5
2 B3 31 HIS 2.5
1 AE 285 | LEU 2.5
2 Bo 38 | LEU 2.5
2 Bf 20 | VAL 2.5
1 At 238 | GLU 2.5
2 BV 40 | THR 2.5
2 B4 21 | PRO 2.5
2 BC 38 | LEU 2.5
2 Bg 36 | GLY 2.5
2 BF 20 | VAL 2.5
1 Aq 162 | SER 2.5
2 B9 24 | CYS 2.5
2 Bu 35 | CYS 2.5
2 B3 25 | PHE 2.5
2 BJ 37 | LEU 2.5
2 B7 39 | ARG 2.5
2 Bm 39 | ARG 2.5
2 BP 18 | PRO 2.5
2 BO 22 | ALA 24
2 Bb 34 | ALA 2.4
2 BU 24 | CYS 2.4
2 BW 24 | CYS 2.4
2 B5 24 | CYS 2.4
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Mol | Chain | Res | Type | RSRZ
2 B7 24 | CYS 2.4
2 Ba 35 | CYS 2.4
2 BY 17 | THR 2.4
2 B7 18 | PRO 2.4
2 Bn 20 | VAL 24
1 A5 266 | GLU 2.4
1 A8 162 | SER 2.4
2 BI 24 | CYS 2.4
2 Bm 24 | CYS 2.4
2 Bq 32 | CYS 2.4
2 BL 39 | ARG 24
2 BE 38 | LEU 2.4
2 BH 37 | LEU 2.4
2 Bf 38 | LEU 2.4
2 Bi 40 | THR 2.4
1 AC 156 | PRO 2.4
2 B4 31 HIS 2.4
2 Bo 31 HIS 24
2 B3 34 | ALA 2.4
1 Ai 154 | GLU 2.4
2 Bv 39 | ARG 2.4
2 BQ 38 | LEU 2.4
2 BG 20 | VAL 24
2 Bb 33 | VAL 2.4
1 Ar 238 | GLU 24
1 Ar 285 | LEU 2.4
2 Bk 32 | CYS 2.4
1 AE 142 | VAL 2.4
2 Be 18 | PRO 2.4
2 BD 36 | GLY 2.4
2 BU 31 HIS 24
2 BL 25 | PHE 2.4
2 BO 38 | LEU 2.4
2 Bd 24 | CYS 2.4
2 Bf 24 | CYS 2.4
2 Bs 35 | CYS 24
2 Bs 36 | GLY 2.3
2 BY 31 HIS 2.3
2 BM 39 | ARG 2.3
2 BR 22 | ALA 2.3
1 Ag 285 | LEU 2.3
2 Bk 38 | LEU 2.3
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Mol | Chain | Res | Type | RSRZ
2 B8 20 | VAL 2.3
2 Br 20 | VAL 2.3
2 Bw 29 | VAL 2.3
2 Bv 18 | PRO 2.3
2 Ba 31 HIS 2.3
2 Bb 32 | CYS 2.3
2 Bj 35 | CYS 2.3
1 AD 266 | GLU 2.3
1 Aj 266 | GLU 2.3
1 AY 237 | PRO 2.3
2 Bi 21 | PRO 2.3
2 Bj 18 | PRO 2.3
2 Bo 18 | PRO 2.3
2 BB 31 HIS 2.3
2 BG 31 HIS 2.3
2 BG 24 | CYS 2.3
2 BM 19 | CYS 2.3
2 B2 24 | CYS 2.3
2 B8 35 | CYS 2.3
2 Bm 35 | CYS 2.3
2 B5 37 | LEU 2.3
2 Bp 37 | LEU 2.3
2 BK 20 | VAL 2.3
2 B3 33 | VAL 2.3
2 Bj 36 | GLY 2.3
2 Bk 37 | LEU 2.3
2 Bn 37 | LEU 2.3
2 BQ 24 | CYS 2.3
2 B3 35 | CYS 2.3
2 Bh 35 | CYS 2.3
1 AT 266 | GLU 2.3
2 BD 33 | VAL 2.3
2 BZ 20 | VAL 2.3
2 BZ 23 | GLU 2.3
2 B7 23 | GLU 2.3
2 BY 22 | ALA 2.3
2 BC 40 | THR 2.3
2 B4 40 | THR 2.3
2 B7 31 HIS 2.3
2 B4 19 | CYS 2.3
2 BE 39 | ARG 2.3
2 Bd 20 | VAL 2.3
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Mol | Chain | Res | Type | RSRZ
2 Bs 23 | GLU 2.2
1 AM 209 | GLY 2.2
2 Bj 34 | ALA 2.2
2 BY 38 | LEU 2.2
2 Bx 37 | LEU 2.2
2 B7 30 | ARG 2.2
2 BT 35 | CYS 2.2
2 Bq 38 | LEU 2.2
1 Ak 142 | VAL 2.2
2 BB 20 | VAL 2.2
2 BY 24 | CYS 2.2
2 Bt 35 | CYS 2.2
2 Bw 32 | CYS 2.2
2 BP 21 | PRO 2.2
2 BR 21 | PRO 2.2
2 B6 38 | LEU 2.2
2 Bf 39 | ARG 2.2
2 Be 31 HIS 2.2
2 BH 29 | VAL 2.2
1 Ab 266 | GLU 2.2
2 B2 38 | LEU 2.2
2 BX 19 | CYS 2.2
2 B8 18 | PRO 2.2
2 B3 39 | ARG 2.2
2 Br 39 | ARG 2.2
2 BH 33 | VAL 2.2
2 BX 20 | VAL 2.2
1 AV 162 | SER 2.2
2 BL 21 | PRO 2.2
2 BO 36 | GLY 2.2
2 Bs 31 HIS 2.2
2 Bw 31 HIS 2.2
2 Bo 20 | VAL 2.1
2 Ba 37 | LEU 2.1
2 Bk 19 | CYS 2.1
2 Bg 40 | THR 2.1
2 BZ 39 | ARG 2.1
2 B4 22 | ALA 2.1
2 Bb 39 | ARG 2.1
2 Bx 34 | ALA 2.1
2 Bf 21 | PRO 2.1
2 BM 35 | CYS 2.1
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Mol | Chain | Res | Type | RSRZ
2 BN 24 | CYS 2.1
2 Bo 35 | CYS 2.1
2 BN 39 | ARG 2.1
2 Bg 34 | ALA 2.1
1 Ad 238 | GLU 2.1
2 Bg 33 | VAL 2.1
1 AY 233 | ILE 2.1
2 BI 32 | CYS 2.1
2 Br 31 HIS 2.1
2 BQ 39 | ARG 2.1
2 BU 30 | ARG 2.1
2 BE 22 | ALA 2.1
2 BY 34 | ALA 2.1
2 BZ 22 | ALA 2.1
2 Br 22 | ALA 2.1
2 Bt 34 | ALA 2.1
1 AS 266 | GLU 2.1
2 BK 21 | PRO 2.1
2 B5 25 | PHE 2.1
2 BI 20 | VAL 2.1
1 AF 285 | LEU 2.1
2 BX 38 | LEU 2.1
2 Bx 39 | ARG 2.1
2 BC 35 | CYS 2.1
2 BF 32 | CYS 2.1
2 BM 32 | CYS 2.1
2 Bw 34 | ALA 2.1
2 BF 18 | PRO 2.1
2 BZ 18 | PRO 2.1
2 Bn 25 | PHE 2.1
1 A4 162 | SER 2.0
2 BB 38 | LEU 2.0
2 B9 39 | ARG 2.0
2 BH 31 HIS 2.0
2 Bh 31 HIS 2.0
2 BS 32 | CYS 2.0
2 Bl 35 | CYS 2.0
1 AJ 221 | GLY 2.0
2 BP 33 | VAL 2.0
2 Bp 30 | ARG 2.0
2 B7 22 | ALA 2.0
1 Ag 222 | ASP 2.0
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Mol | Chain | Res | Type | RSRZ
2 BI 19 | CYS 2.0
2 BI 35 | CYS 2.0
2 BN 35 | CYS 2.0
2 Be 19 | CYS 2.0
2 Bl 24 | CYS 2.0
2 BW 39 | ARG 2.0
2 Bh 30 | ARG 2.0
2 BO 38 | LEU 2.0

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

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

6.3 Carbohydrates (i)

There are no oligosaccharides in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 MG AR 301 1/1 0.25 0.59 99,59,59,59 0
3 MG A4 302 1/1 0.26 0.69 73,73,73,73 0
3 MG AA 1002 1/1 0.31 0.50 63,63,63,63 0
3 MG A6 301 1/1 0.39 0.25 53,53,53,53 0
3 MG Am 301 1/1 0.42 0.52 49,49,49,49 0
3 MG Ac 302 1/1 0.48 0.76 68,68,68,68 0
3 MG AO 301 1/1 0.48 0.51 57,57,57,57 0
3 MG AQ 302 1/1 0.50 0.51 59,59,59,59 0
3 MG Ar 301 1/1 0.50 0.60 61,61,61,61 0
3 MG AA 1001 1/1 0.51 0.15 46,46,46,46 0
3 MG A9 301 1/1 0.55 0.15 37,37,37,37 0
3 MG A6 302 1/1 0.56 0.40 45,45,45,45 0
3 MG AQ 301 1/1 0.59 0.19 25,25,25,25 0
3 MG Ak 301 1/1 0.62 0.20 37,37,37,37 0
3 | MG | A8 | 302 | 1/1 0.66 | 0.41 | 54545454 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 MG Ah 301 1/1 0.68 0.18 41,41,41,41 0
3 MG Aq 301 1/1 0.68 0.38 45,45,45.45 0
3 MG AC 301 1/1 0.68 0.21 46,46,46,46 0
3 MG A4 301 1/1 0.69 0.14 44,4444 44 0
3 MG Aa 301 1/1 0.73 0.13 28,28,28,28 0
3 MG As 301 1/1 0.73 0.17 21,21,21,21 0
3 MG AD 301 1/1 0.74 0.13 25,25,25,25 0
3 MG A9 302 1/1 0.74 0.48 62,62,62,62 0
3 MG AF 301 1/1 0.76 0.13 28,28,28,28 0
3 MG Aw 301 1/1 0.76 0.13 20,20,20,20 0
3 MG AJ 301 1/1 0.77 0.47 46,46,46,46 0
3 MG Av 301 1/1 0.78 0.33 35,35,35,35 0
3 MG Aw 302 1/1 0.78 0.39 38,38,38,38 0
3 MG Ac 301 1/1 0.79 0.19 43,43,43,43 0
3 MG An 301 1/1 0.80 0.36 41,41,41,41 0
3 MG Ap 301 1/1 0.80 0.35 32,32,32,32 0
3 MG Ad 301 1/1 0.81 0.16 17,17,17,17 0
3 MG A7 301 1/1 0.81 0.47 42,4242 42 0
3 MG AB 301 1/1 0.82 0.19 35,35,35,35 0
3 MG Al 301 1/1 0.82 0.10 20,20,20,20 0
3 MG A5 301 1/1 0.82 0.11 11,11,11,11 0
3 MG A8 301 1/1 0.83 0.17 22,22,22,22 0
3 MG AN 301 1/1 0.86 0.82 69,69,69,69 0
3 MG A5 302 1/1 0.87 0.31 36,36,36,36 0
3 MG Af 301 1/1 0.98 0.08 23,23,23,23 0

6.5 Other polymers (i)

There are no such residues in this entry.
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