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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
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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 : 4.02b-467
Mogul : 1.8.5 (274361), CSD asb41be (2020)

Xtriage (Phenix) : 1.13
EDS : 229
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.29
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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 4.00 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
Rfree | W 0291
Clashscore 0 - 39
Ramachandran outliers | D (7%
Sidechain outliers | D 7.7%
Worse Better

I Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 130704 1087 (4.30-3.70)
Clashscore 141614 1148 (4.30-3.70)
Ramachandran outliers 138981 1108 (4.30-3.70)
Sidechain outliers 138945 1099 (4.30-3.70)

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%

Mol | Chain | Length Quality of chain

1 A 493 49% 46%

1 B 493 47% 49%

1 C 493 47% 49%

1 D 493 48% 48%

1 E 493 46% 49%

1 F 493 46% 49% 5%
1 G 493 48% 47%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

1 H 493 47% 49% o
1 I 493 46% 49% o

1 J 493 47% 49% o
1 K 493 46% 50% o
1 L 493 47% 48% o

2 1 226 32% 57% 1%
2 3 226 32% 57% 1%
2 5 226 32% 57% 1%
2 7 226 32% 56% P
2 9 226 33% 56% e
2 M 226 29% 60% e
2 O 226 32% 57% %
2 Q 226 31% 58% Tl
2 S 226 31% 58% T12%
2 U 226 31% 57% T
2 W 226 32% 56% 2%
2 Y 226 31% 58% 1%
3 0 220 39% 52% 5% .
3 2 220 41% 50% 5% .
3 4 220 40% 52% % .
3 6 220 40% 52% 5% .
3 8 220 43% 49% 5% .
3 N 220 36% 55% % .
3 P 220 41% 51% .
3 R 220 42% 50% % .

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

Mol | Chain | Length Quality of chain
3 T 220 40% 51% 5% .
3 \Y 220 40% 51% 5% .
3 X 220 39% 53% 5%
3 7 220 40% 51% 5%
4 BA 7 43% 43% 14%
4 EA 7 29% 43% 29%
4 HA 7 29% 57% 14%
4 a 7 29% 71%
4 d 7 29% 71%
4 g 7 29% 71%
4 ] 7 29% 71%
4 m 7 29% 71%
4 p 7 43% 57%
4 S 7 43% 57%
4 % 7 43% 57%
4 y 7 43% 57%
5 CA 6 67% 33%
5 FA 6 67% 33%
5 IA 6 67% 33%
) b 6 100%
5 e 6 100%
5 h 6 100%
) k 6 100%
) n 6 100%
) q 6 100%

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

Mol | Chain | Length Quality of chain
) t 6 100%
) w 6 e 83%
) zZ 6 100%
6 AA 3 100%
6 DA 3 100%
6 GA 3 67% 33%
6 JA 3 100%
6 ¢ 3 33% 67%
6 f 3 33% 67%
6 i 3 33% 67%
6 1 3 33% 67%
6 0 3 67% 33%
6 r 3 67% 33%
6 u 3 100%
6 X 3 33% 67%

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
4 NAG EA 2 - - X -
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2 Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 88152 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 Hemagglutinin.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 B 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 C 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 b 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 b 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 F 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 G 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 H 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 I 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 J 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 K 493 3878 2418 684 757 19 0 0 0

Total C N O S
1 L 493 3878 2418 684 757 19 0 0 0

e Molecule 2 is a protein called immunoglobulin heavy chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
2 M 226 1697 1072 284 331 10 0 0 0

Total C N O S
2 0 226 1697 1072 284 331 10 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 Q 226 ?f)ift;;l 10C7 2 212\314 321 1S() 0 0 0
2 5 226 ?gift;;l 1OC7 2 215\514 321 1S() 0 0 0
2 v 226 ?()ig;l 1(?7 2 2214 321 1SO 0 0 0
2 W 220 ?Zg?;l 1(?7 2 215\514 3(3)1 1SO 0 0 0
2 Y 226 rf(ét?)a?l 10C72 22]4 3(3)1 1SO 0 0 0
21 ! 26| e j0m2 a4 s 10 0 0 0
2 3 26| o 1012 a1 s 10 0 0 0
2000 26| o j0m2 ot s 10 0 0 0
2 7 26| o j0m2 a1 s 10 0 0 0
2 9 26| o j0m2 a1 s 10 0 0 0
e Molecule 3 is a protein called immunoglobulin light chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 N 212 ?Ejgl 9(635 21(\311 3?9 ZSL 0 0 0
5 F R 0 0 0
S| R R 0 0 0
S 7 22| 100 ogs 261 310 4 0 0 0
SV R 0 0 0
S & 22| 100 ogs 261 310 4 0 0 0
3 z 212 111(5)1461?91 9(6]5 212511 3(1)9 ZSL 0 0 0
3 2 212 Iljgflzl 9(6]5 2121 3(1)9 i 0 0 0
3 1 212 Iljgflzl 9(635 2121 3(1)9 ZSL 0 0 0
Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 6 212 Tl‘ggl 9%5 21(\311 3(1)9 LSL 0 0 0
3 8 212 Tl‘ggl 9%35 21(\311 3(1)9 LSL 0 0 0
3 0 212 ?ggl 9%]5 21(\311 3(1)9 LSL 0 0 0

e Molecule 4 is an oligosaccharide called alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|alpha-D-mannopyranose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyran
ose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glu

copyranose.
o,
o
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 a 7 T‘;gal 406 I;I ??5 0 0 0
4 d 7 T‘;gal 406 g ;’5 0 0 0
4 v 7 ngal f6 1; ;} 0 0 0
4 | BA 7 ngal ié g ?% 0 0 0
4 | EA 7 ngal ié g ?(3,) 0 0 0
4 | HA 7 ngal Ej g 305 0 0 0

e Molecule 5 is an oligosaccharide called alpha-D-mannopyranose-(1-2)-alpha-D-mannopyran

WO RLDWIDE
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ose-(1-3)-|alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-

beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose.

o

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 b 6 T?;al 5) 1; ?% 0 0 0
5 e 6 T%al ﬁ) 1; ?% 0 0 0
5 h 6 T?;al LE) 1; ?% 0 0 0
5 k 6 T‘;;al fo 1; ?% 0 0 0
5 n 6 Tgt;‘l ﬁ) I;I ?S) 0 0 0
5 t 6 T(;t;‘l 400 1; ?0 0 0 0
5 w 6 T(;gal 400 1; ??o 0 0 0
5 . 6 T(;gal 400 1; ?% 0 0 0
5 | CA 6 T‘;;al ﬁ) I;I ?% 0 0 0
5 | FA 6 T?;al g) I;I ?% 0 0 0
5 | 1A 6 T‘;;al g) 1; ;)0 0 0 0

e Molecule 6 is an oligosaccharide called beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-b
eta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose.

(
| T ren e
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
0 ¢ 3 30 22 2 15 0 0 0
Continued on next page...
gPDB




Page 10

Full wwPDB X-ray Structure Validation Report

3SWHE

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
6 f 3 ngal 2(; 1; PS 0 0 0
6 1 3 ng‘“ 2(; 1; % 0 0 0
6 o 3 ngal 2(; 1; 105 0 0 0
6 1 3 ngal 2(’; 1; ?5 0 0 0
6 x 3 ngal 2(’; 1; ?5 0 0 0
6 | AA 3 Tgtgal 2(32 1; ?5 0 0 0
6 | DA 3 ngal 202 g ?5 0 0 0
6 | GA 3 ngal 2(32 g 105 0 0 0
6 JA 3 ngal 2(32 g 105 0 0 0

e Molecule 7 is 2-acetamido-2-deoxy-beta-D-glucopyranose (three-letter code: NAG) (formula:

C8H15N06).
NAG
06
OH
o1 05 J
HO . ) O . _\_.\\‘-\“-:‘ ce
iR osR)|
C2(R)  CA(S)
N2 ~_C3R)
H OH
- 04
o7 OH
o OO? 03
P
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
7 L 1 14 s 1 5 0 0
Total C N O
7 L 1 14 s 1 5 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. 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. 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: Hemagglutinin

46%

49%

Chain A:

3

LA

61V

LTH
91D
ST1
710

S81d
V8TH
€8TH
28TA

6LTI
8LTX
LLTT
9LTH

0LIN
691d
89TH

v911

N OO OO - Nm © —
3390000 Qi mcm
M0 A A== £ >

S¥Is

Wiy
(0749’8

8ETY
LETIN

vEID

0ETA

€274

1211
0zTd

911D

Y118

CTITA
1111

80171
L0TS

SOTA

€0Td
2oTA
T01d

e¢seI
TS21

6%CH

PAZAY
9%CN

vven
€%CT
{47418
Tveda

6eed
8€eH

86TV
1610

Y611

26TL
1670
0673

L8TL

8eed
LEED
9€EEY

veev

i

0€ED
62€Y
8CTEL

9zeEN

veed
€TEA
TTEN

0ZEN

L1eV
91€T

€Tel
CTEN
T1ED

B60EA
80€X

962N
s62b
624
£6cd

062N
68¢d

€8CL
28CI

082

8.C1

9,21
§.2a

€Led
cLey

89CW
1921

§92s

09ZH

§52H
¥5¢d

2SED

0GEM

8%ed

9VEN

vvea
EveEM

TPEN

627N
8C¥'1
1271

Sevy
YN
{472

0Zy'1

e Molecule 1: Hemagglutinin

8TVI

9T¥L

6674

S6vV
veva

49%

47%

Chain B:

3

621

LTy

3

LTH
91D
ST1
710

[osts
S81d
¥8TH
€8TH
T8TA

6LTI
8LTX
LLTT

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

Full wwPDB X-ray Structure Validation Report 3WHE

Page 14

0ZEN

LIEV

99€d
S9EV

€9ed
29€D

6G€d

LSEN

SSE€H
vsey
£5ed
[4s1°0]

0SeEM
67€D
8%€d

9VEN

EVEM

i

0€ED

8CEL

v.Lva
TLVH
0L¥X
69%1
99%0
€9%D

637V

SGHT

€974

TSPL

021

8THI

9T¥L

viva
21578

125728

6071

L0%D
90%1

oD

Hemagglut

6674

S6vY
veva

067A

18%Q

€8YN

LL¥D

nin

e Molecule 1

49%

47%

Chain C

3

COTA
101d

-3
[
2%

~
[
O

N o o
© @ ) )
2% n << =

Sy
o)
=

I
0
=

o o
~ ®©
l-hD’I

< W~
N
A A

N ™M
[
o a

~
©
-

<
©
o

£9a

19D
09a
6GT

AL

621

Ly

3

LTH
91D
ST1
¥10

6.L11
8LTX
LLTT
9LTH

€LIN

0LIN
69Td

LTS
9%CN

¥ven
€%
{4748
1ved

6€cd

voza

0€eD

8CEL

9TeEN

veed
€CEN
CTEN

0ZEN

LTEY
91€1

€TeL
TTEN
TTED

60€A
80€XA

90ed

962N
g62h
v6cd
€62d
[414)

062N

88CI

S8CN

€8TL

0823

8.C1

9,21
S.2a

207D

SOPY
4070
€073
covA
To%d

€6EH

68EN
88EL

[4s1°0]

0SeEM
6%€D
8%ed

9VEN

EVEM

TYEN

LLYD
v.va
TLVH
0LVX
6971

99%0
S9%D

£9%D

657V
8GYN

SSPT
S0
€574

TSPL

8¥vd

6674

LBTN

S67Y
veva

06%A
18%Q
78¥D

€8YN
[asige

nin

: Hemaggluti

e Molecule 1

48%

48%

Chain D

3

184

v8M
€8L
284

08d
6.4

621

LeA

61V

LTH
91D
ST1
710

S81d
V8TH
€8TH
28TA

6LTI
8LTX
LLTT
9LTH
0LIN
691d
89TH
¥911
T9TX

9GTH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3WHE

Page 15

€021
(44

86TV
167D

7611

C6TL
161D
0674

L8TL

0€ED
62ed
8CEL

9TEN

vzed
€CEN
CCEN

0ZEW

281

0824

8,21

9,21

cLey
Tlea

89CH
1,921

S92Ss

09ZKH

SG2H

S9EY

€9gb

18%Q

€8YN

LL¥D

vLva
€L%0

TLVH
(379
69%1

L9%4
99%D
997D

€9%D

6SVY
8GYN

L

€574

TSPL

8vvd
LYYT

iz
wra

oYL
6EVT

LEVI

8T¥I

viva
€TV

6674

LBYN

e Molecule 1

S67Y
v6va

06%A

nin

Hemagglut

49%

46%

Chain E

I}“’
-
O

[N IS ]
© 0 © ©
oo
oA

€0Td

621

Led

6TV

LTH
91D
ST1

08TM
6L11
8LTX
LLTT
9LTH

0LIN
691d
89T
%911

T9TA

N0 OO N m ©
SIS B0 DL T
B nm A== £

SvIS

154x:s
(07458

8ETV
LETN

Y€1

TETD
TETL
0ETA

€214

1211
0zT4d

911D

€Ty
CTIA
1111

60TY
8071
LOTS

SOTX

0€eD

00€T

86ZN

962N
g62h
v6cd
£6cd
268

062N

S8CN

€8CL
28CI

0823

8.C1

9,21l
S.2a

vS2d

€0v3
(40218
1074

66€d

ceed

68EN
88EL
L8€N
98€d
G8EI

€8¢y
T8EN
18€T

1

9.€b

TLEV

0LeL
69€S

99€d
S9EV

€9ed
29€d

65€d

8%ed

9VENR
SHED

EVEM

TYEN

TLVH
0LVX
69V1

L9%4
99%0
S9%D

€9%D

6357V
8SYN

SSPT

€574

TSPL

8¥vd
LYPT

Tvva
0448

Hemagglut

6674

S67Y
vevd

06%A

18%Q

€8YN

€L%0

inin

e Molecule 1

5%

49%

46%

3

Chain F

3

T01d

66d
864

96N

764

T6S

184

78M

(4

08b
6.4

L.a
v.Ld
€La
cLd
191

790

T9D

621

LeH

LTH
91D
ST1
710

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3WHE

Page 16

Z8TA

6L11

LLTT

ELIN

0LIN

LOTS

SOTA

€0Td
COTA

61CS

L7121
9TZN

0ZEN

LTIEY
91€1

€T€el

1,921

S9¢s

092N

SG2H

Tova
00¥%S

S6€T

68EN
88€L
L8€N
98€d
S8ET

€£8€Y
Z8EN
18€7

1

9.gb
TLEV
69€S

99€d
S9EY

€9€d
29€D
T9EL

6G€d

LSEN
9sed
SSEH
vsed
£ged
2SED

0geM
6%€D
8¥ed

i

0€ED
62eY
8CEL

€L%0

TLYH
0LVX
69%1

99%0
S9%D

£9%D

T9%d

635V

€574

8¥vd
LYY

Hemagglut

6674

S67Y
veva

067A

18¥Q

€8YN

LLYD

v.LvQ

nin

e Molecule 1

47%

48%

Chain G

3

184

78M
€81
284

o8t
6.4

L.a
Y.Ld
€La
cLD
191

790

{4741
Lel

621

Led

3

LTH
91D
ST1
710

Sv1IS

1A%t
(0458

8ETV
LEIN

¥e1d

0ETA

€274

1211
0zT4

911D

17425
€Ty
CTTA
1111

8071
LOTS

SOTA

€0Td

(4548
8024

€021
{44

86TV
L6TD

V611

TBTL
1670
0673

L0€X
90€ed

00€I

86CN

962N
S620
v6cd
€62d

062N
68¢d

S8CN

€821
28C1

082d

8.CI

9.2L
S.2a

€.L2d

8€€d
LEED

v6va

e Molecule 1

6674

S6%V

nin

Hemagglut

49%

47%

Chain H

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3WHE

Page 17

3

621

Led

LTH
91D
ST1
¥10

8CeL

9TeEN

veed
€CEN
CTEN

0CZEN

LIEY
91€1

e€TeL
CTEN
TTED

60€A
80€X

00€T

86CN

962N
s6zh
v6cd
€62d

062N

88CI

S8CTN

£€8CL
28CI

0823

8.C1

9,21
S.2a

€.L2d

69€S

99€d
S9EY

€9ed

8eed
LEED
9EEY

veey

0€ED
62eY

€970

T9%d

657V

Hemagglut

6674

S67Y
veva

06%A

18%Q

€8YN

€L%0

nin

e Molecule 1

49%

46%

Chain I

3

78M

284

osb
6.4

L.a

199
09a
69T
8SI

{4741

LEL

621

LeH

3

LTH
91D
ST1
710

T8TA

08TM
6LT1

LLTT

0LIN
691d

zeTY
TE€TL
0ETA

€274

1211

[4v418

86TV
L6TD

V611

TETL
1670
0673

L8TL

S81d
78TH
€8TH

veed
€Ten
2TEN

0ZEN

L1€V

69€S

99ea
S9EY

€9€b

T9EL

65€H

LSEN
93ed

vaed
€9ed
TS9€D

0seM
(52°0]
8¥ed

i

0€ED
62ed
8CTeL

9zeN

0LVX
69V1

99%0
S9%D

€970

6SPY

GSPT

€574

TSVl

8¥vd
Lv¥T

(4748

Tovd

6674

LBTN

Hemagglut

S6vY
vevd

06%A

18%a

€8YN

LLYD

v.va

TL¥H

inin

e Molecule 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3WHE

Page 18

49%

47%

Chain J

3

T01d

66d
864

96N

64

1

184

78M

[4:x!

08d
6.4

L.a
¥.d
€La
(5]
191

%90

[y}
©
=}

19D

63T

LS4

€SN

TSI
0S4

)

{4781

LEL

621

Pras

3

LTH
91D
STT
710

28TA

6LTI
8LTX
LLTT
9LTA

0LIN
69Td

SOTA

€0Td
20TA

161D

Y611

TeTL
1670
0673

L8TL

S81d
¥8TH
€8TH

9TeN

Yeed
€TEN
CTEN

0ZEN

LTIEV
9T€T

€Tel
cTeN
11€0

60EA

68¢d
8821

¥8¢d
€8¢l
28C1

08T

8.C1

9,21
S.z2a

€L2d
(k4 )

892N
1921

3928
9Ty

092N

SS2H
¥52d

2seI
1621

(4928

00%S
66€d

S6€I

ceed

68EN
88€L
L8€N
98€d
S8€T

€8¢y

99€d
S9EV

€9ed

639€d

LSEN

vsed
€sed
2SED

0GEM

8¥ed

0EED
62€Y
8zTeL

L9%4
99%0
S9¥D

£9%D

19%d

6SHV

SGHT

€974

TSPL

8¥vd
LYY

447418

vva

6674

S67Y
v6vd

067A

8%

£8¥N

€L%0

TLVH

0L%A
6971

nin

. Hemaggluti

e Molecule 1

50%

46%

Chain K

COTA
T01d

66d
864
16D
96N

€6V

184

78M

[4:x!

08t
6.4

L.a
Y.d
€.a
L
191

%90

—
©
o

09a

PASES

€GN

-~
0
H

08y
67D

i)

(4741

Az

621

LTA

6TV

LTH

Z8TA

6.11
8LTA
LLTT
9LTH

0LIN
69Td
89TH
L9TL

911

1918

9813

€STM
CSIN
TST1
0STH
671S
8¥Td

SIS
445
€71d

TPTH
(0748

8ETV
LETN

YETD

[4310)]

20zZA

002D

86TV
L6TH

7611
€618
C6TL
1610
0673

L8TL

S8T1d
¥8TH
€8TH

0CZEN

LTIEY

0geM
(74°0]
8¥ed

i

0€ED
62€Y
8CEL

£8YN

€L¥0
TLv
TLVH
0LVX

6674

LBTN

S67V
v6va

06%A

18%Q

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3WHE

Page 19

inin

: Hemaggluti

e Molecule 1

48%

47%

Chain L

3

0S4
6%D

%))

(4741

Mz

0eL

R
N
—

LeH

3

LTH
91D
ST1
710

6LTI
8LTX
LLTT

911D

4253

CTITA
1111

60TY
80771
L0TS

SOTA

€0Td
{4098

veed
€TeN
2TEN

0ZEN

L1EV
91€T

€TEL
CIEN
T1€0

60€A
80€A

90€ed

00€I

862N

962N
5620
v6Cd
€62d

062N

88¢I

G8CTN

€82l

08T

8.T1

9,21
S§.2a

€L2d
(ka4
TLza

1921

9928

092

st

62ed
8TeL

ozexn

TLVH
0LVX
69V1

99%0
S9%D

€970

T9%a

6SHY

SG7T

€574

TSPL

0Z¥T

8T¥1

9T¥L

viva
ETVA

TT¥Y

6071

LOWD

immunog

6674

S67Y
veva

06%A

18%a

€8VN

11

lobulin heavy cha

e Molecule 2

11%

0
0
[=}

60%

29%

Chain M

794

™
©
X

ToA

o
©
II>-

0
0
=

LS0

o
o)
=

S 39553998
< SARE>0 =

Tes

L1TD
9TTM

v11a

L0TD
90TH
SOTA

€0TY
2OTA

864
L6V
960
964
764

e
o
I|||I -

(=3
D
[=]

ool
©
%]

L84
981

o —=HNMm< v O 00 o =AM
oo oo — AN NN
NNNNNNN N NN ANNA
=2 =D XA n |2 =g

084

LLN

3

€LH

TLL
OLW

89A

590

SSTA
YSTT

[415]
TST1

8%TL

YPIL
ev1s

80CI
L0TA
9021

102S

11

: immunoglobulin heavy cha

e Molecule 2

12%

57%

32%

Chain O

<
©
12

™
©
x

ToA
094

8SL
LS0

S8a
{4528

2SN

0SM

8vA
LYK
9%d

42

+

0wV

8€Yd
LEA
9EM
SES

€€ed
(49

0€L

=
N
=

~
o
=

S¢S

€Th

Tes
ozA
6TL

O

R LDWIDE
PROTEIN DATA BANK

W



SWHE

Full wwPDB X-ray Structure Validation Report

Page 20

|
Se1s
iZ478

[449
TCIH
0CTL

LT1D

LOTD
90TH
SOTA

€0TY
COTA

864
L6Y
960
S64
Y64

{43

06d

084

o wn ~
eRpRr™
B o E =

—
~
B

0 [ 0 o
& glE

Z8TA

081d
6.14

9LTA

€LTL
LT
TLIV
041D

SSTA

(A1)
TST1

8¥TL

YPIL
eVIS
(47458
1545

6€Td
8ETV

9€Td

€ETS

0ETH
6CTL

1n

lobulin heavy cha;

immunog

e Molecule 2

11%

58%

31%

Chain Q

794

oM
© © ©
= XX

o
©
I>-

0
0
=

150

o < 0
o) 0 W0
IZI>-Q

o
0
=

8¥vA
LvM
9%d

42

+

0wV

8€Yd
LEA
9EM
SES

€€d
(48

0€L
621

[
o)
<

LTA

0
I3
%]

€Th
[da)
1143

6TL

6CTL

478

(4498

0zTL
611D

L1TD
9TTM

v11d
ETTW

L0TD
90TH
SOTA

€0TY
20TA

864
Lev
96D
S64
764
€6A

o
D
[=]

88S
184
981

084

LLN

3

€LH

TLL
OLW

89A

590

68TX
8811

7810

T8TA
18TV

6LTd

9LTA

€LTL
TLTT
TLIV
0LTD

89TN
L9TM
9918
SG9TA

291d

097d
65T
8STA

GSTA
7STT

¢STH
TST1

8YTL

YYIL
evis
(4458
9IS

6ETd
8ETY

9€Td
GETA

€ETS

o —HNMm< WO © O = ANmMm
oo o — AN NN
ANNNNNNN N NN ANNA
=2 =2ID XA n |2 E =

80CI
L0TK
90TL

111

: immunoglobulin heavy cha

e Molecule 2

12%

0
0
=]

58%

N M n ©
m M m M
ol n =

31%

Chain S

ToA

o
©
I>-

8SL
150

TSN

0SM

8vA
LYM
9vd

D

o
<
I<1

~ ©
0
>

0€L

'e} ~ =
N N N
n > =

el
2]
o

(g
Tes
ozA
6TL
8TA
118
9TV

¥1d

3

A
ord
6V

LS
9b
SA
71

[4

4428

(4498

0ZTL

L1TD

ETTH

101D
90TH
SOTA

€0TY
20TA

Lev
960

764

(43

06d

88S
184

©
©
=

<
@
i

084

LIN

E€LH

TLL
OLW

89A

590
794
€94

88TT

8TV

8TCL

9128

111

: immunoglobulin heavy cha

e Molecule 2

12%

7o} N~
0 0
=] =4

57%

31%

Chain U

€94

TOA
094
694
8SL

© N~ o o N
< & & 0 n
MB>I3I=

=3 <
Y <
I<10I

D O o M 0 O~ 0
N M o™ M m Mmmm
- e Ll n=>m

Te ~
N o
0B =

- N m
[ A
n oo

ozA
6TL
8TA
118
9TV

(45’8
A
otd

6V

LS
9b
SA
71

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3WHE

Page 21

Se1s
iZ478

[447

02Tl
611D

LT1D

ETTH

LOTD
90TH
SOTA

€0TY
COTA

864
L6Y
960
S64
764

3

06d

888

981

084

LLN

wn
N~
o

€LH

TLL
0L

89A

590
%94

68TA
88T

81h

Z8TA
18TV
081d
6.14

9LTA

€LTL
LT
TLIV
041D

89TN
L9TM
99TS
S9TA

171S

6€Td
8ETV

9€Td

€ETS

6CTL

1n

lobulin heavy cha;

immunog

e Molecule 2

12%

56%

$™2385528:82 @33
< o §3> = = > a

32%

Chain W

0
©
o

®
©
3

TOA

o
©
>

©
T}
=

~
")
=4

€ETS

0ETH
6CTL

iZ49%
€CTL

0ZTL

LTTD

vita
ETTH

LOTD
90TH
SOTA

€0TY
ZOTA

864
L6Y
960
964
764

© N~ 0 (=3
00200 D
— wn [=]

<
o
B3

084

LLN

3

€LH

TLL
0L

89A

081d
6.14

LLTH
9LTA

LT
TLIV

89TN
L9TM
9918
SOTA

1914
097d

ween

1n

lobulin heavy cha;

immunog

e Molecule 2

11%

58%

31%

Chain Y

o4

®
©
i

TOA
094

8GL
PAsi]

S6a
4528

o
o)
=

o
v}
=

39
=5

o <+ ©

©
]
o

LEA
9EM
SES

eed
(428

0el

[re) ~ o)
N N N
n > —

[NI]
N
O o

1zs
0ZA

6CTL

¥ZTA

(447

0CTL

LTT1D

y11a
ETTH

L0TD
90TH
SOTA

€0TY
ZOTA

864
L6Y
960
64
64
€67
[43)

06d
888

184
981

v8x

084

LLN

LD

€LH

TLL
OLW

89A

68TA
88T

81h

Z8TA
18TV
081d
6.14

LLTH
9LTA

€LTL
LT
TLTV
041D

89TN
L9TM
9918
S9TA

1914
097d
6GT4
wmﬁ>
SGTA
¥STT
(41 5]
Hmﬁ T
wmﬁh
PPIL
EVIS
(47458
1545

6€Td
8ETV

9€Td
SETA

€ETS

80CI
PAAS
9021

1

lobulin heavy cha;

immunog

e Molecule 2

11%

57%

32%

Chain 1

590
Y94
€93
(428
TOA
094

8GL

n
e}
[=}

4528

2SN

0SM

8vA
LYM

s

¥¥0

+

(%74

8€Y
LEA
9EM
SES

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3WHE

Page 22

6CTL

Se1s
iZ478

(447

02Tl
611D

9TTM

ETTH

LOTD
90TH
SOTA

€0TY
ZOTA

1434

06d

888
L84
981

v8u

084

LLN

o w
NS N
=B o

TLL
OLW

89A

Z8TA

6.14

9LTA

€LTL
LT
TLIV
041D

1n

lobulin heavy cha;

immunog

e Molecule 2

11%

57%

o o [ 0 ©
N @ o o M Mmn
= o n=>

32%

Chain 3

TOA
094

8GL
Asii]

S6a

2SN

0SM

8vA
LM

$™238s
<U§

©
0
~

~
N
>

€zd

1zs
0zA
6TL
8TA
LTS
9TV

¥1d
€T
{458

3

oTd
6V

LS
90
SA
71

CA

0CTL

8TTh
LTTD

v11a
ETTH

L0TD
90TH
SOTA

€0TY
ZOTA

864
L6Y
960
S64
Y64

[43)

06d

858
»Jg(/l

<
I3
B3

084

LLN

€LH

TLL
0L

89A

%94
€93

Z8TA

081d
6.14

9LTA

LT
TLIV

89TN
LOTM
99TS
S9TA

291d

091d
6STd
8STA

SSTA
7STT

(A1)
TST1

8¥TL

YPIL
E€Y1S
(47458
1S

6€Td
8ETY
LETT
9€Td
SETA

€ETS

6CTL

9021

1n

lobulin heavy cha;

immunog

e Molecule 2

11%

57%

32%

Chain 5

€93
(428

o
© ©
- >

8GL
PAsi]

4528

o
o)
=

o
v}
=

SRR
.—1§3>

¥¥0

+

(%74

8€Y
LEA
9EM
SES

eed
(428

0el
621

LTA

o]
1zs
0zA
6TL

LTS
9TV

{45’}

oTd
6V

~
0

90
SA
71

[4

LTT1D

y11a
ETTH

L0TD
90TH
SOTA

€0TY
ZOTA

864
L6Y
960
64
764

1434

06d

888
184
981

v8x

084

LLN

3

€LH

TLL
0L

89A

S90

L0TK

9LTA

€LTL
LT
TLTV
041D

89TN
L9TM
9918
SOTA

1914
097d
6GT4
8GTA

SGTA
YSTT

[415]
TST1

8YTL

- N oM
& & S <
o
nXn -

6€Td
8ETV

9€Td

€ETS

immunog

wzen
£€eTH
{444

1

lobulin heavy cha;

e Molecule 2

12%

56%

32%

Chain 7

by
©
12

™
©
3

TOA
094

8GL
PAsii]

S6a

2SN

o
re)
=

39§58
(3 §3>

o
<
<

8€Y
LEA
9EM
SES

£ed
(429

0oel

[}
N
=

~
o
>

S¢S

Tes

O

R LDWIDE
PROTEIN DATA BANK

W



SWHE

Full wwPDB X-ray Structure Validation Report

&& 8
»—12(0

Page 23

9C1Ss
Se1s
iZ478

LOTD
90TH
SOTA

€0TY
ZOTA

864
L6Y
960
S64

N s
o) k)
< >

(=3
D
[=]

<
[}
B3

084

LLN

3

€LH

TLL
0L

89A

S9b

9LTA

€LTL
LT
TLIV
041D

89TN
L9TM
9918
S9TA

1914
091d
6GT4
8GTA

SGTA

[415]
TST1

8¥TL

PPIL
eVIS
[474%8
171S

6€Td
8ETV

9€Td

€ETS

6CTL

PAVAS
9021

1n

lobulin heavy cha;

immunog

e Molecule 2

11%

56%

33%

Chain 9

TOA

N~ © o
0 0 ©
=] >

S6a
2528

2SN

0SM

39§58
oS §3>

=)
<
<

©
0
~

LEA
9EM
SES

€€D
CEA

0oel

o)
N
1

LTA

re)
N
0

= oo
NN A
n oo

=)
)
=

6T.L

Se1s
iZ428

[449
TCIH
0ZTL
611D

LTTD

ETTH

864
L6Y
96D
S64
Y64

{43

06d

888

981

084

LLN

3

€LH

TLL
0L

89A

S90
%94
€93

1914
091d
6GT4
8STA

SSTA

(A1)
1ST1

8¥TL

YPIL
E€Y1S
(47458
1S

6€Td
8ETY

9€Td

€ETS

6CTL

9CTS

11

immunoglobulin light chai

e Molecule 3

5%

55%

36%

Chain N

0CTA

8TTd
LITV

STTH
¥11d
€TT0

TIT1
OTTA
60TL
80T1

90TL
SO0TD

00TS
66D

L1671

€64
26s
160

6LTV

LLTX

0LTS
691d

79T
€919

T9TH

6GTd

SYTA

€71a
cvis
15458

(44
T12A
012l
602X

111

immunoglobulin light chai

e Molecule 3

51%

41%

Chain P

081
61D
8.LL
LLI
9LV
SLT

€LY

8TA

~
—
Im

STD

Ld
90

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3WHE

Page 24

ESTM

TSTA

L71D
9%1d

80TT

90TL
SO0TD

00TS
16T

€64
268
160
062
684

S84
¥8a
€84
8Y

(424
TT2A
012l
6023

L02ZA

6LTV

LLTR

0L1S
69Td

79TA
€91

T9TH

6GTd
8GTS

STV
vSTA

111

: immunoglobulin light cha

e Molecule 3

5%

50%

42%

Chain R

SSN
Ss
€SN
[4=p)

Ll

¢ v ©
N NN
T n n

m
N
IH

—
N
(%]

Io
N
—

©
—
=

w o~
w o S R
ZN=-RTY = =1

w
0
5

LY1D
9v1d

00TS

€64
268
160
06D
684

(44
180

(454 4

LLTX

691d

Y9TA
€91

T9TH
8STS
SSTV

1
€STM

TSTA

11

: immunoglobulin light cha

e Molecule 3

5%

51%

40%

Chain T

TLL

1,98

794

09A

LSd

SSN
¥ss
€SN
{4

0SI
671

6LTY

LLTA

69Td

¥9TA
€91D

19T

1n

: immunoglobulin light cha:

e Molecule 3

5%

51%

40%

Chain V

61D

9€H
SEA
vev
€EA

9zs
s¢s
/4
€Tl

Tzs
0zI

8TA
L74

STD

8d
Ld
90
SL

8071

90TL
S0TD

R LDWIDE

O

PROTEIN DATA BANK

W



SWHE

Full wwPDB X-ray Structure Validation Report

Page 25

LLTA

0L1S
69Td

79TA
€9T1D

19T
8STS
STV

PSTA
€STM

TSTA

1mn

: immunoglobulin light cha:

e Molecule 3

5%

53%

39%

Chain X

8LL
LLT
oLV
SL1
€LY
cLs
TLL
198
794
09A

1Sd

SSN
vss
€SN
{4=p)
188
0SI
671
8¥%1

8T1d

91TV
STTY

€110

TT11

60TL
8071

90TL
S0TD

00TS

[
(=2}
(&

1671

S84
78a
€84
{44

081
6.LD

LLTR

0L1S
697d

79TA
€910

19T
8G1S
SSTY

215
€GTM

TSTA

LY1D
9v1d
17498

11

: immunoglobulin light cha

e Molecule 3

5%

51%

40%

Chain Z

9€H
geA
vev
€EX

928
S¢S
1443
€2l

TZs
[y

8TA
L14

STD
90

SL
71

¥e1d
€214
(445}

0CTA

8T1d

STTH
¥11d

60TL
80TT

90TL
SO0TD

TOTA
00TSs

6LTV

LLTX

0LTS
69Td

v9TA
€9T1D

T9TH
8STS
STV

vSTA
€STM

1n

lobulin light cha

immunog

e Molecule 3

5%

50%

41%

Chain 2

00TS

€64

S84

€84
{44
180

6.LD

(4144
T12A
0Tzl
6023

L02A

€023

00CA

861D
LBTS
96TA
S61S

€6TH

1614
06TM

R LDWIDE

8874

818
€871
Z8TA

6LTY

LLTK

697d

w9TA
€91D

19T
8318
SSTV

YaTA
€GTM

TSTA

LY1D
9v1d

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3WHE

Page 26

1n

: immunoglobulin light cha

e Molecule 3

5%

52%

40%

Chain 4

SGN
vas
€GN
{4p)
188
0SI
671

S0TH

00TS
66D

1671

(4144
T12A
0TZL
602x

€023

00CA

861D
LBTS
96TA
S61S

€6TH

1614
06TM

8874
181d

v81S
€871
Z8TA

6LTY

LLTK

691d

Y91
€919

19T
8STS
SSTV

158
€GTM

TSTA

LY1D

lobulin light chain

immunog

e Molecule 3

5%

52%

40%

Chain 6

SSN
as
€SN
2¢sd

0SI
671
8¥%1
Lvd

(47
71

8E€X
LEM
9€H
SEA
vev
€EA

9zs
Ses
44
€21

80TT

90TL
SOTD

00TSs
66D

€64
268
160
06D
684

§84

€84
8y
180
081
6.0
8.LL
LLI

Z8TA

B6LIV

LLTA

69Td

voTA
€9TD

19T
8G1S
STV

PSTA
€STM

TSTA

Ly1D
9%1d
SPTX

1n

lobulin light cha

immunog

e Molecule 3

5%

49%

43%

Chain 8

6.D
8LL
LLT

SL1

€LY

SYTA

00TS

180

[4%4
T1ICA

6LTV

LLTK

0L1S
691d

vo1A
€91

e Molecule 3

T9TH
8GTS
SGTV

PSTH
€GTM

lobulin light chain

immunog

5%

52%

39%

Chain 0

R LDWIDE

O

PROTEIN DATA BANK

W



Page 27 Full wwPDB X-ray Structure Validation Report 3SWHE

e Molecule 4: alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain a: 29% 71%

e Molecule 4: alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-|alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain d: 29% 71%

e Molecule 4: alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain g: 29% 71%

e Molecule 4: alpha-D-mannopyranose-(1-3)-[alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain j: 29% 71%

= oMo
vUg=E =
S < =<
=2=2m==

e Molecule 4: alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
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D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain m: 29% 71%

e Molecule 4: alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain p: 43% 57%

e Molecule 4: alpha-D-mannopyranose-(1-3)-[alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain s: 43% 57%

e Molecule 4: alpha-D-mannopyranose-(1-3)-[alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain v: 43% 57%

M

e Molecule 4: alpha-D-mannopyranose-(1-3)-[alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

NAG1
MAN4
MAN5

Chain y: 43% 57%

e Molecule 4: alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-|alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

BMA3
MAN4
MAN5
MAN7

Chain BA: 43% 43% 14%

NAG1
NAG2
MAN4
MAN5
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e Molecule 4: alpha-D-mannopyranose-(1-3)-[alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-[alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain EA: 29% 43% 29%

e Molecule 4: alpha-D-mannopyranose-(1-3)-[alpha-D-mannopyranose-(1-6)|alpha-D-mannopyran
ose-(1-6)-|alpha-D-mannopyranose-(1-3)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain HA: 29% 57% 14%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain b: 100%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain e: 100%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain h: 100%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain k: 100%
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e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain n: 100%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain q: 100%
q

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain t: 100%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain w: 17% 83%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain z: 100%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

(3)
‘c
U-
L



Page 31 Full wwPDB X-ray Structure Validation Report SWHE

Chain CA: 67% 33%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain FA: 67% 33%

e Molecule 5: alpha-D-mannopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|alpha-D-mannopyran
ose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetam
ido-2-deoxy-beta-D-glucopyranose

Chain TA: 67% 33%

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain c: 33% 67%

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1
NAG2

Chain f: 33% 67%

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1
NAG2

Chain 1: 33% 67%

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1
NAG2

Chain 1: 33% 67%
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e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1
NAG2

Chain o: 67% 33%

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1

Chain r: 67% 33%

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1

Chain u: 100%

NAG1
NAG2
BMA3

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain x: 33% 67%

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1
NAG2

Chain AA: 100%

NAG1
NAG2
BMA3

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain DA: 100%

NAG1
NAG2
BMA3
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e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain GA: 67% 33%

NAG1
NAG2
BMA3

e Molecule 6: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain JA: 100%

NAG1
NAG2
BMA3
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4 Data and refinement statistics (i)
Property Value Source
Space group c121 Depositor
Cell constants 391.04A 241.17A 223.21A .
Depositor
a, b, c, a, B, 90.00°  123.62°  90.00°
. 30.00 — 4.00 Depositor
Resolution (A) 20.98 — 4.00 EDS
% Data completeness 98.1 (30.00-4.00) Depositor
(in resolution range) 98.2 (29.98-4.00) EDS
Rinerge 0.24 Depositor
Reym (Not available) Depositor
<I/o(I)>" 0.99 (at 3.98A) Xtriage
Refinement program CNS 1.3 Depositor
R R 0.235 , 0.308 Depositor
) Thfree 0.284 , 0.291 DCC
Rree test set 7106 reflections (5.00%) wwPDB-VP
Wilson B-factor (A?) 180.3 Xtriage
Anisotropy 0.246 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.28 , 149.3 EDS
L-test for twinning? <|L|>=041,< L[?*>=10.23 Xtriage
Estimated twinning fraction 0.063 for -h-2*1-k,1 Xtriage
F,F. correlation 0.91 EDS
Total number of atoms 88152 wwPDB-VP
Average B, all atoms (A?) 205.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.91% 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.

O RLDWIDE

PROTEIN DATA BANK
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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:
MAN, BMA, NAG

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 | prigy 41 7) =5 | RMSZ 4 Z| >5
1 A 0.25 0/3959 0.50 0/5369
1 B 0.25 0/3959 0.50 0/5369
1 C 0.25 0/3959 0.50 0/5369
1 D 0.25 0/3959 0.50 0/5369
1 E 0.25 0/3959 0.50 0/5369
1 F 0.25 0/3959 0.49 0/5369
1 G 0.25 0/3959 0.50 0/5369
1 H 0.25 0/3959 0.50 0/5369
1 I 0.25 0/3959 0.50 0/5369
1 J 0.25 0/3959 0.50 0/5369
1 K 0.25 0/3959 0.50 0/5369
1 L 0.25 0/3959 0.50 0/5369
2 1 0.25 0/1739 0.52 0/2371
2 3 0.26 0/1739 0.52 0/2371
2 5 0.25 0/1739 0.52 0/2371
2 7 0.25 0/1739 0.52 0/2371
2 9 0.26 0/1739 0.52 0/2371
2 M 0.25 0/1739 0.52 0/2371
2 O 0.25 0/1739 0.52 0/2371
2 Q 0.25 0/1739 0.53 0/2371
2 S 0.25 0/1739 0.52 0/2371
2 U 0.25 0/1739 0.52 0/2371
2 W 0.26 0/1739 0.52 0/2371
2 Y 0.25 0/1739 0.52 0/2371
3 0 0.26 0/1586 0.53 0/2166
3 2 0.26 0/1586 0.53 0/2166
3 4 0.26 0/1586 0.53 0/2166
3 6 0.26 0/1586 0.53 0/2166
3 8 0.26 0/1586 0.53 0/2166
3 N 0.26 0/1586 0.55 1/2166 (0.0%)
3 P 0.26 0/1586 0.53 0/2166
3 R 0.26 0/1586 0.55 1/2166 (0.0%)

WO RLDWIDE
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. Bond lengths Bond angles
Mol | Chain | o717 <5 | RMSZ #|Z| >5
3 T 0.26 0/1586 0.53 0/2166
3 \Y 0.28 0/1586 0.55 0/2166
3 X 0.26 0/1586 0.53 0/2166
3 Z 0.26 0/1586 0.53 0/2166
All All 0.25 | 0/87408 | 0.51 | 2/118872 (0.0%)

There are no bond length outliers.

All (2) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
3 R 112 | GLY | N-CA-C | -5.23 100.03 113.10
3 N 112 | GLY | N-CA-C | -5.11 100.33 113.10

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3878 0 3743 258 0
1 B 3878 0 3743 272 0
1 C 3878 0 3743 276 0
1 D 3878 0 3743 276 0
1 E 3878 0 3743 272 0
1 F 3878 0 3743 278 0
1 G 3878 0 3743 248 0
1 H 3878 0 3743 257 0
1 I 3878 0 3743 255 0
1 J 3878 0 3743 263 0
1 K 3878 0 3743 262 0
1 L 3878 0 3743 268 0
2 1 1697 0 1668 191 0
2 3 1697 0 1668 191 2
2 D 1697 0 1668 193 0
2 7 1697 0 1668 197 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 9 1697 0 1668 192 0
2 M 1697 0 1668 214 0
2 O 1697 0 1668 193 0
2 Q 1697 0 1668 191 0
2 S 1697 0 1668 197 0
2 U 1697 0 1668 209 0
2 W 1697 0 1668 210 0
2 Y 1697 0 1668 188 0
3 0 1549 0 1503 133 0
3 2 1549 0 1503 133 0
3 4 1549 0 1503 136 0
3 6 1549 0 1503 137 0
3 8 1549 0 1503 127 0
3 N 1549 0 1503 154 0
3 P 1549 0 1503 132 0
3 R 1549 0 1503 137 0
3 T 1549 0 1503 135 0
3 \Y 1549 0 1503 144 0
3 X 1549 0 1503 143 0
3 Z 1549 0 1503 133 0
4 BA 83 0 70 4 0
4 EA 83 0 70 7 0
4 HA 83 0 70 5 0
4 a 83 0 70 0 0
4 d 83 0 70 0 0
4 g 83 0 70 0 0
4 ] 83 0 70 0 0
4 m 83 0 70 0 0
4 D 83 0 70 0 0
4 s 83 0 70 0 0
4 v 83 0 70 0 0
4 y 83 0 70 0 0
) CA 72 0 61 3 0
5 FA 72 0 61 3 0
5 IA 72 0 61 4 0
5 b 72 0 61 0 0
) e 72 0 61 0 0
) h 72 0 61 0 0
) k 72 0 61 0 0
5 n 72 0 61 0 0
5 q 72 0 61 0 0
5 t 72 0 61 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
5 w 72 0 61 0 0
5 Z 72 0 61 0 0
6 AA 39 0 34 1 0
6 DA 39 0 34 1 0
6 GA 39 0 34 1 0
6 JA 39 0 34 1 0
6 c 39 0 34 0 0
6 f 39 0 34 0 0
6 1 39 0 34 0 0
6 1 39 0 34 0 0
6 0 39 0 34 0 0
6 r 39 0 34 0 0
6 u 39 0 34 0 0
6 X 39 0 34 0 0
7 A 28 0 26 0 0
7 B 28 0 26 0 0
7 C 28 0 26 0 0
7 D 28 0 26 0 0
7 E 28 0 26 0 0
7 F 28 0 26 0 0
7 G 28 0 26 0 0
7 H 28 0 26 0 0
7 I 28 0 26 0 0
7 J 28 0 26 0 0
7 K 28 0 26 0 0
7 L 28 0 26 0 0

All All 88152 0 85260 6696 2

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 39.

All (6696) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.
Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:5:136:PRO:O 3:6:126:SER:HB3 1.52 1.09
3:2:143:ASP:HA 3:2:176:LYS:HG3 1.35 1.08
3:T:143:ASP:HA 3:T:176:LYS:HG3 1.35 1.08
3:0:143:ASP:HA 3:0:176:LYS:HG3 1.34 1.08
1:G:331:LEU:HD22 1:G:331:LEU:H 1.19 1.08
2:9:57:GLN:HE22 4:HA:2:NAG:H5 1.17 1.07
3:N:143:ASP:HA 3:N:176:LYS:HG3 1.35 1.07

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:7:143:ASP:HA 3:7:176:LYS:HG3 1.35 1.07
3:P:143:ASP:HA 3:P:176:LYS:HG3 1.34 1.06
3:8:143:ASP:HA 3:8:176:LYS:HG3 1.36 1.05
3:V:143:ASP:HA 3:V:176:LYS:HG3 1.35 1.05
3:4:143:ASP:HA 3:4:176:LYS:HG3 1.36 1.05
3:6:143:ASP:HA 3:6:176:LYS:HG3 1.36 1.03
1:D:331:LEU:HD22 1:D:331:LEU:H 1.24 1.02
2:0:33:GLY:HA3 2:0:99:VAL:HG22 1.41 1.02
3:X:143:ASP:HA 3:X:176:LYS:HG3 1.35 1.02
2:U:33:GLY:HA3 2:U:99:VAL:HG22 1.41 1.02
1:F:331:LEU:H 1:F:331:LEU:HD22 1.19 1.02
2:5:136:PRO:O 3:T:126:SER:HB3 1.59 1.02
1:A:331:LEU:H 1:A:331:LEU:HD22 1.24 1.01
3:R:143:ASP:HA 3:R:176:LYS:HG3 1.36 1.01
2:7:57:GLN:HE22 4:EA:2:NAG:H5 1.26 1.00
2:Q:33:GLY:HA3 2:Q:99:VAL:HG22 1.40 1.00
2:U:136:PRO:O 3:V:126:SER:HB3 1.61 1.00
2:W:33:GLY:HA3 2:W:99:VAL:HG22 1.42 1.00
2:Y:33:GLY:HA3 2:Y:99:VAL:HG22 1.40 0.99
2:7:33:GLY:HA3 2:7:99:VAL:HG22 1.40 0.99
2:3:33:GLY:HA3 2:3:99:VAL:HG22 1.43 0.99
2:1:33:GLY:HA3 2:1:99:VAL:HG22 1.42 0.99
2:5:33:GLY:HA3 2:5:99:VAL:HG22 1.41 0.99
2:M:33:GLY:HA3 2:M:99:VAL:HG22 1.42 0.99
1:K:331:LEU:H 1:K:331:LEU:HD22 1.25 0.98
1:H:331:LEU:HD22 1:H:331:LEU:H 1.24 0.98
1:B:331:LEU:HD22 1:B:331:LEU:H 1.24 0.98
1:E:331:LEU:HD22 1:E:331:LEU:H 1.24 0.98
1:1:331:LEU:H 1:1:331:LEU:HD22 1.26 0.98
1:C:331:LEU:H 1:C:331:LEU:HD22 1.27 0.97
2:Q:51:1LE:HD13 2:QQ:52:ASN:H 1.30 0.97
2:U:91:THR:HB 2:U:124:VAL:H 1.26 0.97
3:N:11:SER:HB3 3:N:111:LEU:HD11 1.46 0.97
1:J:331:LEU:HD22 1:J:331:LEU:H 1.25 0.96
2:5:33:GLY:HA3 2:5:99:VAL:HG22 1.47 0.96
2:U:24:VAL:HG21 2:U:29:LEU:HB3 1.47 0.96
2:7:57:GLN:NE2 4:EA:2:NAG:H5 1.79 0.96
2:W:6:GLN:HE21 2:W:117:GLY:HA3 1.29 0.96
2:W:100:GLU:H 2:W:111:TYR:HB2 1.30 0.96
2:3:206: THR:HG21 2:3:223:LYS:HE2 1.48 0.96
2:7:51:1LE:HD13 2:7:52:ASN:H 1.31 0.96
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:7:206: THR:HG21 2:7:223:LYS:HE2 1.48 0.96
1:F:187:THR:HB 1:F:189:GLN:HE21 1.31 0.96
2:W:84:LYS:HZ2 2:9:142:LYS:NZ 1.61 0.96
2:S:51:ILE:HD13 2:5:52:ASN:H 1.31 0.96
2:5:206: THR:HG21 2:5:223:LYS:HE2 1.47 0.95
2:Y:51:ILE:HD13 2:Y:52:ASN:H 1.31 0.95
2:1:206: THR:HG21 2:1:223:LYS:HE2 1.48 0.95
1:1L:331:LEU:N 1:1L:331:LEU:HD13 1.79 0.95
2:5:206: THR:HG21 2:5:223:LYS:HE2 1.49 0.95
1:H:187:-THR:HB 1:H:189:GLN:HE21 1.31 0.95
2:3:24:VAL:HG21 2:3:29:LEU:HB3 1.47 0.95
2:0:51:ILE:HD13 2:0:52:ASN:H 1.30 0.95
2:U:51:ILE:HD13 2:U:52:ASN:H 1.32 0.95
2:3:71:THR:HB 2:3:80: TYR:HB2 1.48 0.95
2:9:57:GLN:NE2 4:HA:2:NAG:H5 1.81 0.95
2:9:206: THR:HG21 2:9:223:LYS:HE2 1.48 0.95
2:W:24:VAL:HG21 2:W:29:.LEU:HB3 1.47 0.95
2:3:51:1LE:HD13 2:3:52:ASN:H 1.30 0.95
2:Q:24:VAL:HG21 2:Q:29:LEU:HB3 1.50 0.94
1:L:187:THR:HB 1:L:189:GLN:HE21 1.30 0.94
2:M:24:VAL:HG21 2:M:29:LEU:HB3 1.47 0.94
2:3:6:GLN:HE21 2:3:117:GLY:HA3 1.28 0.94
2:9:33:GLY:HA3 2:9:99:VAL:HG22 1.46 0.94
2:0:206: THR:HG21 2:0:223:LYS:HE2 1.49 0.94
2:5:12:LYS:HD2 2:5:18:VAL:HG22 1.49 0.94
2:1:100:GLU:H 2:1:111:TYR:HB2 1.32 0.94
1:I:187:THR:HB 1:1:189:GLN:HE21 1.32 0.94
2:S5:100:GLU:H 2:S:111:TYR:HB2 1.32 0.94
2:W:206:THR:HG21 | 2:W:223:LYS:HE2 1.49 0.94
2:5:51:1LE:HD13 2:5:52:ASN:H 1.30 0.94
2:7:24:VAL:HG21 2:7:29:LEU:HB3 1.49 0.94
2:0:24:VAL:HG21 2:0:29:LEU:HB3 1.50 0.94
2:Y:206:THR:HG21 2:Y:223:LYS:HE2 1.49 0.94
1:D:187:THR:HB 1:D:189:GLN:HE21 1.32 0.93
1:E:187: THR:HB 1:E:189:GLN:HE21 1.31 0.93
2:M:206: THR:HG21 2:M:223:LYS:HE2 1.48 0.93
1:K:187: THR:HB 1:K:189:GLN:HE21 1.32 0.93
2:U:71:THR:HB 2:U:80:TYR:HB2 1.51 0.93
2:9:24:VAL:HG21 2:9:29:LEU:HB3 1.47 0.93
2:9:100:GLU:H 2:9:111:TYR:HB2 1.31 0.93
2:M:51:1LE:HD13 2:M:52:ASN:H 1.32 0.93
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
1:1L:331:LEU:H 1:1L:331:LEU:HD22 1.34 0.93
2:0:6:GLN:H 2:0:118:GLN:NE2 1.66 0.93
2:S5:24:VAL:HG21 2:5:29:LEU:HB3 1.50 0.93
2:W:51:1LE:HD13 2:W:52:ASN:H 1.32 0.93
1:J:187:THR:HB 1:J:189:GLN:HE21 1.31 0.93
2:M:12:LYS:HD2 2:M:18:VAL:HG22 1.51 0.93
2:5:24:VAL:HG21 2:5:29:LEU:HB3 1.49 0.93
2:Q:100:GLU:H 2:Q:111:TYR:HB2 1.34 0.92
2:W:12:LYS:HD2 2:W:18:VAL:HG22 1.50 0.92
2:3:91:THR:HB 2:3:124:VAL:H 1.32 0.92
3:X:11:SER:HB3 3:X:111:LEU:HD11 1.51 0.92
2:0:6:GLN:H 2:0:118:GLN:HE22 1.07 0.92
2:U:100:GLU:H 2:U:111:TYR:HB2 1.32 0.92
1:A:187:-THR:HB 1:A:189:GLN:HE21 1.32 0.92
2:Q:71:THR:HB 2:Q:80:TYR:HB2 1.52 0.92
2:9:51:1LE:HD13 2:9:52:ASN:H 1.30 0.92
2:Y:71:THR:HB 2:Y:80:TYR:HB2 1.52 0.92
2:1:24:VAL:HG21 2:1:29:LEU:HB3 1.49 0.92
2:7:71:THR:HB 2:7:80:TYR:HB2 1.51 0.92
2:Q:206: THR:HG21 2:Q:223:LYS:HE2 1.49 0.92
2:W:84:LYS:NZ 2:9:142:LYS:HZ1 1.68 0.92
2:Y:24:VAL:HG21 2:Y:29:LEU:HB3 1.51 0.92
2:M:100:GLU:H 2:M:111:TYR:HB2 1.34 0.92
1:G:187: THR:HB 1:G:189:GLN:HE21 1.31 0.91
2:5:100:GLU:H 2:5:111:TYR:HB2 1.34 0.91
2:0:71:THR:HB 2:0:80: TYR:HB2 1.51 0.91
2:0:100:GLU:H 2:0:111:TYR:HB2 1.33 0.91
2:1:51:1LE:HD13 2:1:52:ASN:H 1.32 0.91
1:C:187:THR:HB 1:C:189:GLN:HE21 1.31 0.91
2:3:136:PRO:O 3:4:126:SER:HB3 1.71 0.91
2:1:71:THR:HB 2:1:80:TYR:HB2 1.49 0.91
2:5:71:THR:HB 2:5:80:TYR:HB2 1.52 0.91
2:S:18:VAL:HG23 2:5:86:LEU:HD11 1.53 0.91
2:U:206:THR:HG21 2:U:223:LYS:HE2 1.50 0.91
2:M:71: THR:HB 2:M:80:TYR:HB2 1.49 0.90
2:7:18:VAL:HG23 2:7:86:LEU:HD11 1.53 0.90
2:7:100:GLU:H 2:7:111:TYR:HB2 1.36 0.90
2:Q:12:LYS:HD2 2:Q:18:VAL:HG22 1.52 0.90
2:Y:18:VAL:HG23 2:Y:86:LEU:HD11 1.54 0.90
2:Q:18:VAL:HG23 2:Q:86:LEU:HD11 1.54 0.90
2:Y:100:GLU:H 2:Y:111:TYR:HB2 1.36 0.90
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Atom-1 Atom-2 distance (A) overlap (A)
2:1:12:LYS:HD2 2:1:18:VAL:HG22 1.52 0.90
2:5:6:GLN:HE21 2:5:117:GLY:HA3 1.36 0.90
2:3:12:LYS:HD2 2:3:18:VAL:HG22 1.54 0.90
2:9:71:THR:HB 2:9:80:TYR:HB2 1.50 0.90
2:0:18:VAL:HG23 2:0:86:LEU:HD11 1.53 0.89
2:W:71:THR:HB 2:W:80:TYR:HB2 1.52 0.89
2:U:12:LYS:HD2 2:U:18:VAL:HG22 1.52 0.89
1:B:187:THR:HB 1:B:189:GLN:HE21 1.35 0.89
2:3:100:GLU:H 2:3:111:TYR:HB2 1.38 0.89
2:U:18:VAL:HG23 2:U:86:LEU:HD11 1.54 0.88
2:9:18:VAL:HG23 2:9:86:LEU:HD11 1.56 0.88
1:J:463:GLY:HA2 1:K:453:ARG:HD3 1.54 0.88
2:W:18:VAL:HG23 2:W:86:LEU:HD11 1.56 0.87
2:7:6:GLN:HB3 2:7:120:THR:HG23 1.55 0.87
1:B:146:GLY:HA2 1:L:143:PRO:HB3 1.54 0.87
2:M:18:VAL:HG23 2:M:86:LEU:HD11 1.55 0.87
2:5:18:VAL:HG23 2:5:86:LEU:HD11 1.55 0.87
2:9:12:LYS:HD2 2:9:18:VAL:HG22 1.54 0.87
2:1:18:VAL:HG23 2:1:86:LEU:HD11 1.56 0.87
3:N:113:GLN:HG3 3:N:175:ASN:ND2 1.89 0.86
2:W:160:PRO:HD2 | 2:W:215:PRO:HB3 1.57 0.86
1:F:191:GLN:HE21 1:F:217.ILE:HD11 1.40 0.86
2:7:12:LYS:HD2 2:7:18:VAL:HG22 1.57 0.86
5:IA:1:NAG:H3 5:1A:2:NAG:H82 1.57 0.86
1:J:107:SER:HB2 1:L:404:GLY:HA3 1.58 0.86
2:5:71:THR:HB 2:5:80:TYR:HB2 1.56 0.86
2:9:6:GLN:HE21 2:9:117:GLY:HA3 1.40 0.86
2:3:18:VAL:HG23 2:3:86:LEU:HD11 1.56 0.86
2:S:12:LYS:HD2 2:S:18:VAL:HG22 1.56 0.86
2:Y:160:PRO:HD2 2:Y:215:PRO:HB3 1.58 0.85
2:0:12:LYS:HD2 2:0:18:VAL:HG22 1.55 0.85
2:U:160:PRO:HD2 2:U:215:PRO:HB3 1.59 0.85
2:Y:12:LYS:HD2 2:Y:18:VAL:HG22 1.55 0.85
2:Y:111:TYR:HE1 2:Y:113:MET:HG2 1.41 0.85
1:J:53:ASN:HD21 1:J:276: THR:HA 1.40 0.85
1:B:326:LYS:HB3 1:B:328: THR:HG23 1.59 0.85
1:E:29:ILE:O 1:F:380:LYS:HG2 1.77 0.85
2:5:160:PRO:HD2 2:5:215:PRO:HB3 1.59 0.84
2:9:91:THR:HB 2:9:124:VAL:H 1.41 0.84
2:3:160:PRO:HD2 2:3:215:PRO:HB3 1.59 0.84
2:9:160:PRO:HD2 2:9:215:PRO:HB3 1.59 0.84
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:326:LYS:HB3 1:C:328: THR:HG23 1.59 0.84
2:5:160:PRO:HD2 2:5:215:PRO:HB3 1.58 0.84
2:Q:160:PRO:HD2 2:Q:215:PRO:HB3 1.60 0.84
1:1:326:LYS:HB3 1:1:328: THR:HG23 1.58 0.84
1:E:326:LYS:HB3 1:E:328: THR:HG23 1.60 0.83
1:G:326:LYS:HB3 1:G:328: THR:HG23 1.59 0.83
2:Q:6:GLN:HB3 2:Q:120: THR:HG23 1.59 0.83
2:W:51:ILE:HG12 2:W:58:THR:HG22 1.60 0.83
2:Y:51:ILE:HG12 2:Y:58: THR:HG22 1.60 0.83
2:Q:10:GLU:O 2:Q:122:VAL:HA 1.79 0.83
2:1:160:PRO:HD2 2:1:215:PRO:HB3 1.58 0.83
1:A:326:LYS:HB3 1:A:328: THR:HG23 1.60 0.83
2:M:51:1LE:HG12 2:M:58: THR:HG22 1.61 0.83
2:5:51:ILE:HG12 2:5:58: THR:HG22 1.61 0.83
1:H:326:LYS:HB3 1:H:328: THR:HG23 1.60 0.83
1:K:326:LYS:HB3 1:K:328: THR:HG23 1.60 0.82
2:0:160:PRO:HD2 2:0:215:PRO:HB3 1.60 0.82
5:CA:1:NAG:H3 5:CA:2:NAG:HK2 1.60 0.82
2:M:160:PRO:HD2 2:M:215:PRO:HB3 1.59 0.82
1:A:463:GLY:HA2 1:B:453:ARG:HD3 1.58 0.82
1:D:326:LYS:HB3 1:D:328: THR:HG23 1.60 0.82
2:3:20:VAL:HG13 2:3:120: THR:HG21 1.61 0.82
3:N:11:SER:HB3 3:N:111:LEU:CD1 2.09 0.82
1:J:326:LYS:HB3 1:J:328: THR:HG23 1.60 0.82
5:FA:1:NAG:H3 5:FA:2:NAG:HK2 1.61 0.82
2:5:6:GLN:HB3 2:5:120: THR:HG23 1.59 0.81
2:0:6:GLN:HB3 2:0:120: THR:HG23 1.59 0.81
2:0:61:VAL:HG12 2:0:63:LYS:H 1.45 0.81
1:1:53:ASN:HD21 1:1:276: THR:HA 1.46 0.81
2:0:112:PRO:HB2 3:P:51:SER:HB2 1.62 0.81
2:Q:135:PHE:HB3 3:R:126:SER:OG 1.81 0.81
2:5:6:GLN:HE21 2:S:117:GLY:HA3 1.45 0.81
1:D:246:ASN:ND2 1:F:219:SER:H 1.79 0.81
2:7:160:PRO:HD2 2:7:215:PRO:HB3 1.60 0.81
2:Y:61:VAL:HG12 2:Y:63:LYS:H 1.47 0.80
3:X:11:SER:HB3 3:X:111:LEU:CD1 2.11 0.80
2:M:6:GLN:HE21 2:M:117:GLY:HA3 1.46 0.80
1:F:53:ASN:HD21 1:F:276: THR:HA 1.44 0.80
2:W:61:VAL:HG12 2:W:63:LYS:H 1.46 0.80
2:U:61:VAL:HG12 2:U:63:LYS:H 1.46 0.80
1:B:191:GLN:HE21 1:B:217:ILE:HD11 1.46 0.80
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Atom-1 Atom-2 distance (A) overlap (A)

1:F:326:LYS:HB3 1:F:328: THR:HG23 1.62 0.80
2:M:91: THR:HB 2:M:124:VAL:H 1.47 0.80
2:3:91:THR:HB 2:3:124:VAL:HG23 1.64 0.80
2:3:51:ILE:HG12 2:3:58: THR:HG22 1.61 0.80
2:Q:136:PRO:O 3:R:126:SER:HB3 1.81 0.80
2:Q:11:VAL:HG13 2:QQ:123:THR:HB 1.64 0.79
2:3:61:VAL:HG12 2:3:63:LYS:H 1.47 0.79
2:5:57:GLN:HE22 4:BA:2:NAG:H5 1.46 0.79
1:D:409:LEU:HD11 | 1:E:413:VAL:HG21 1.64 0.79
2:M:6:GLN:HB3 2:M:120: THR:HG23 1.63 0.79
2:0:51:ILE:HG12 2:0:58: THR:HG22 1.63 0.79
2:U:51:ILE:HG12 2:U:58: THR:HG22 1.62 0.79
2:Y:112:PRO:HB2 3:7:51:SER:HB2 1.63 0.79
3:R:124:PRO:HB3 3:R:211:VAL:HG11 1.65 0.79
1:D:383:ARG:HD3 1:F:27:LYS:NZ 1.98 0.79
1:1:191:GLN:HE21 1:I:217:ILE:HD11 1.46 0.79
2:M:61:VAL:HG12 2:M:63:LYS:H 1.45 0.79
2:1:61:VAL:HG12 2:1:63:LYS:H 1.47 0.79
1:D:151:LEU:HD22 1:D:252:ILE:HG22 1.63 0.79
2:S:61:VAL:HG12 2:5:63:LYS:H 1.46 0.79
1:L:191:GLN:HE21 1:L:217:ILE:HD11 1.48 0.79
2:W:84:LYS:HZ2 2:9:142:LYS:HZ1 0.82 0.79
2:1:51:ILE:HG12 2:1:58: THR:HG22 1.64 0.79
2:5:129: THR:HG22 2:5:160:PRO:HD3 1.65 0.79
2:9:51:ILE:HG12 2:9:58: THR:HG22 1.64 0.79
1:E:27.LYS:HD3 1:F:383:ARG:CZ 2.13 0.79
1:K:53:ASN:HD21 1:K:276:THR:HA 1.48 0.79
2:9:61:VAL:HG12 2:9:63:LYS:H 1.47 0.79
1:L:53:ASN:HD21 1:L:276: THR:HA 1.47 0.78
2:7:51:1ILE:HG12 2:7:58: THR:HG22 1.64 0.78
2:Q:109:HIS:HA 3:R:93:TYR:CG 2.18 0.78
2:S:51:1ILE:HG12 2:S:58: THR:HG22 1.65 0.78
2:5:5:VAL:HB 2:5:23:GLN:HB2 1.64 0.78
2:7:61:VAL:HG12 2:7:63:LYS:H 1.47 0.78
1:H:53:ASN:HD21 1:H:276: THR:HA 1.49 0.78
2:7:5:VAL:HB 2:7:23:GLN:HB2 1.66 0.78
1:K:140:LYS:HG2 1:K:145:SER:HA 1.66 0.78
2:Y:92:ALA:O 2:Y:122:VAL:HG22 1.83 0.78
1:D:53:ASN:HD21 1:D:276:THR:HA 1.47 0.78
2:0:91:THR:HB 2:0:124:VAL:HG23 1.64 0.78
2:Q:61:VAL:HG12 2:Q:63:LYS:H 1.46 0.78
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Atom-1 Atom-2 distance (A) overlap (A)
2:1:136:PRO:O 3:2:126:SER:HB3 1.84 0.78
2:3:91: THR:CB 2:3:124:VAL:H 1.95 0.78
1:D:244:VAL:HB 1:F:221:PRO:HD3 1.66 0.78
2:Q:5:VAL:HB 2:Q:23:GLN:HB2 1.65 0.78
2:W:129:THR:HG22 | 2:W:160:PRO:HD3 1.66 0.78
3:0:124:PRO:HB3 3:0:211:VAL:HG11 1.66 0.78
2:U:109:HIS:HA 3:V:93:TYR:.CG 2.20 0.77
2:Q:51:ILE:HG12 2:Q:58: THR:HG22 1.66 0.77
2:5:48:VAL:O 2:5:61:VAL:HG23 1.85 0.77
2:9:5:VAL:HB 2:9:23:GLN:HB2 1.66 0.77
1:A:272:ALA:HA 2:M:105:VAL:HG22 1.64 0.77
1:K:151:LEU:HD22 1:K:252:ILE:HG22 1.66 0.77
2:7:6:GLN:HE21 2:7:117:GLY:HA3 1.48 0.77
1:E:140:LYS:HG2 1:E:145:SER:HA 1.66 0.77
1:F:272:ALA:HA 2:W:105:VAL:HG22 1.65 0.77
2:3:91:THR:HB 2:3:124:VAL:N 2.00 0.77
2:5:61:VAL:HG12 2:5:63:LYS:H 1.46 0.77
3:T:124:PRO:HB3 3:T:211:VAL:HG11 1.67 0.77
1:G:191:GLN:HE21 1:G:217:ILE:HD11 1.48 0.77
2:0:5:VAL:HB 2:0:23:GLN:HB2 1.66 0.77
2:S:5:VAL:HB 2:S:23:GLN:HB2 1.67 0.77
1:B:140:LYS:HG2 1:B:145:SER:HA 1.64 0.77
2:7:91:THR:HB 2:7:124:VAL:HG23 1.67 0.77
1:A:191:GLN:HE21 1:A:217:ILE:HD11 1.49 0.77
2:1:5:VAL:HB 2:1:23:GLN:HB2 1.67 0.77
1:D:27:LYS:NZ 1:E:383:ARG:HD3 1.98 0.77
1:B:219:SER:H 1:C:246:ASN:ND2 1.83 0.77
1:J:140:LYS:HG2 1:J:145:SER:HA 1.65 0.77
2:5:109:HIS:HA 3:6:93:TYR:CG 2.20 0.77
3:7:124:PRO:HB3 3:7:211:VAL:HG11 1.67 0.77
3:N:124:PRO:HB3 3:N:211:VAL:HG11 1.66 0.77
2:0:129:THR:HG22 | 2:0:160:PRO:HD3 1.67 0.76
2:7:112:PRO:HB3 3:8:36:HIS:CE1 2.21 0.76
3:6:124:PRO:HB3 3:6:211:VAL:HG11 1.67 0.76
1:A:140:LYS:HG2 1:A:145:SER:HA 1.67 0.76
1:B:221:PRO:HD3 1:C:244:VAL:HB 1.68 0.76
2:W:48:VAL:O 2:W:61:VAL:HG23 1.86 0.76
3:X:124:PRO:HB3 3:X:211:VAL:HG11 1.67 0.76
3:8:124:PRO:HB3 3:8:211:VAL:HG11 1.67 0.76
3:V:143:ASP:HA 3:V:176:LYS:CG 2.15 0.76
2:3:129: THR:HG22 2:3:160:PRO:HD3 1.68 0.76
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:9:91:THR:HB 2:9:124:VAL:HG23 1.68 0.76
1:L:130:VAL:HG11 1:L:164:LEU:HD11 1.68 0.76
1:D:191:GLN:HE21 1:D:217:ILE:HD11 1.51 0.76
1:E:401:GLU:HG3 1:F:238:LYS:HE2 1.68 0.76
2:5:129:- THR:HG22 2:5:160:PRO:HD3 1.67 0.76
1:1:140:LYS:HG2 1:1:145:SER:HA 1.66 0.76
1:K:156:LYS:HD2 1:K:196:VAL:HG22 1.67 0.76
3:2:143:ASP:HA 3:2:176:LYS:CG 2.15 0.76
2:U:5:VAL:HB 2:U:23:GLN:HB2 1.66 0.76
3:P:124:PRO:HB3 3:P:211:VAL:HG11 1.68 0.76
3:X:113:GLN:HG3 3:X:175:ASN:ND2 2.01 0.76
1:H:130:VAL:HG11 | 1:H:164:LEU:HD11 1.67 0.75
1:H:191:GLN:HE21 1:H:217:ILE:HD11 1.51 0.75
1:J:191:GLN:HE21 1:J:217:ILE:HD11 1.51 0.75
2:M:111:TYR:HE1 2:M:113:MET:HG2 1.51 0.75
1:A:53:ASN:HD21 1:A:276: THR:HA 1.51 0.75
1:F:140:LYS:HG2 1:F:145:SER:HA 1.67 0.75
1:L:156:LYS:HD2 1:L:196:VAL:HG22 1.68 0.75
2:Q:129:THR:HG22 | 2:Q:160:PRO:HD3 1.68 0.75
2:Y:6:GLN:HE21 2:Y:117:GLY:HA3 1.50 0.75
2:Y:5:VAL:HB 2:Y:23:GLN:HB2 1.68 0.75
3:4:124:PRO:HB3 3:4:211:VAL:HG11 1.67 0.75
1:G:140:LYS:HG2 1:G:145:SER:HA 1.68 0.75
2:5:60:TYR:HE1 2:5:70:MET:HG2 1.52 0.75
2:U:91:THR:OG1 2:U:123:THR:HA 1.87 0.75
1:E:156:LYS:HD2 1:E:196:VAL:HG22 1.69 0.75
1:E:463:GLY:HA2 1:F:453:ARG:HD3 1.68 0.75
1:J:272:ALA:HA 2:5:105:VAL:HG22 1.68 0.75
3:0:143:ASP:CA 3:0:176:LYS:HG3 2.16 0.75
1:B:156:LYS:HD2 1:B:196:VAL:HG22 1.67 0.75
1:G:156:LYS:HD2 1:G:196:VAL:HG22 1.67 0.75
1:H:156:LYS:HD?2 1:H:196:VAL:HG22 1.69 0.75
2:0:60: TYR:HE1 2:0:70:MET:HG2 1.51 0.75
3:2:124:PRO:HB3 3:2:211:VAL:HG11 1.68 0.75
1:F:156:LYS:HD2 1:F:196:VAL:HG22 1.67 0.75
1:K:191:GLN:HE21 1:K:217:ILE:HD11 1.52 0.75
2:M:5:VAL:HB 2:M:23:GLN:HB2 1.68 0.75
2:5:91:THR:OG1 2:5:123: THR:HA 1.87 0.75
1:H:463:GLY:HA2 1:1:453:ARG:HD3 1.69 0.75
1:J:27.LYS:HD3 1:K:383:ARG:NH1 2.02 0.75
2:3:5:VAL:HB 2:3:23:GLN:HB2 1.68 0.75
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Atom-1 Atom-2 distance (A) overlap (A)
2:7:113:MET:HG3 3:8:38:TYR:OH 1.86 0.75
3:N:143:ASP:CA 3:N:176:LYS:HG3 2.16 0.75
1:G:151:LEU:HD22 1:G:252:ILE:HG22 1.67 0.75
1:J:29:ILE:O 1:K:380:LYS:HG2 1.86 0.74
2:3:172:LEU:HD21 2:3:195:VAL:HG11 1.69 0.74
2:9:60:TYR:HE1 2:9:70:MET:HG2 1.53 0.74
3:N:143:ASP:HA 3:N:176:LYS:CG 2.14 0.74
1:E:130:VAL:HG11 | 1:E:164:LEU:HD11 1.68 0.74
2:M:129:THR:HG22 | 2:M:160:PRO:HD3 1.68 0.74
2:9:129: THR:HG22 2:9:160:PRO:HD3 1.68 0.74
3:8:143:ASP:CA 3:8:176:LYS:HG3 2.17 0.74
1:B:151:LEU:HD22 1:B:252:ILE:HG22 1.68 0.74
1:F:42:LEU:HD11 1:F:316:LEU:HB2 1.69 0.74
1:1:272: ALA:HA 2:3:105:VAL:HG22 1.69 0.74
2:S:91:THR:HB 2:S5:124:VAL:H 1.50 0.74
2:Y:48:VAL:O 2:Y:61:VAL:HG23 1.88 0.74
2:7:6:GLN:HB2 2:7:118:GLN:OE1 1.87 0.74
2:7:33:GLY:CA 2:7:99:VAL:HG22 2.18 0.74
1:C:151:LEU:HD22 1:C:252:ILE:HG22 1.66 0.74
2:W:60:TYR:HE1 2:W:70:MET:HG2 1.52 0.74
1:E:27:LYS:HD3 1:F:383:ARG:NH1 2.03 0.74
1:J:151:LEU:HD22 1:J:252:ILE:HG22 1.68 0.74
2:U:172:LEU:HD21 | 2:U:195:VAL:HG11 1.69 0.74
2:3:60:TYR:HE1 2:3:70:MET:HG2 1.52 0.74
2:7:60:TYR:HE1 2:7:70:MET:HG2 1.52 0.74
1:K:130:VAL:HG11 | 1:K:164:LEU:HD11 1.68 0.74
2:Q:60:TYR:HE1 2:Q:70:MET:HG2 1.51 0.74
2:S:6:GLN:HB2 2:S:118:GLN:OE1 1.87 0.74
2:1:172:LEU:HD21 2:1:195:VAL:HG11 1.69 0.74
3:P:143:ASP:HA 3:P:176:LYS:CG 2.14 0.74
3:V:124:PRO:HB3 3:V:211:VAL:HG11 1.69 0.74
3:X:143:ASP:HA 3:X:176:LYS:CG 2.15 0.74
1:B:146:GLY:HA2 1:1:143:PRO:CB 2.16 0.74
1:C:130:VAL:HG11 | 1:C:164:LEU:HD11 1.69 0.74
1:D:130:VAL:HG11 | 1:D:164:LEU:HD11 1.70 0.74
1:G:130:VAL:HG11 | 1:G:164:LEU:HD11 1.69 0.74
1:H:409:LEU:O 1:H:413:VAL:HG23 1.88 0.74
2:0:48:VAL:O 2:0:61:VAL:HG23 1.88 0.74
2:0:136:PRO:O 3:P:126:SER:HB3 1.87 0.74
2:Y:33:GLY:CA 2:Y:99:VAL:HG22 2.18 0.74
2:7:48:VAL:O 2:7:61:VAL:HG23 1.87 0.74
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Atom-1 Atom-2 distance (A) overlap (A)

2:7:172:LEU:HD21 2:7:195:VAL:HG11 1.69 0.74
3:4:143:ASP:HA 3:4:176:LYS:CG 2.17 0.74
2:Q:172:LEU:HD21 | 2:Q:195:VAL:HGI11 1.70 0.74
2:1:48:VAL:O 2:1:61:VAL:HG23 1.88 0.74
3:0:143:ASP:HA 3:0:176:LYS:CG 2.14 0.74
2:M:135:PHE:HB3 3:N:126:SER:OG 1.87 0.74
2:0:112:PRO:HB3 3:P:36:HIS:CE1 2.23 0.74
2:S5:52:ASN:HD21 2:S5:102:VAL:HA 1.53 0.74
1:E:463:GLY:HA3 1:F:453:ARG:HB3 1.70 0.73
1:H:140:LYS:HG2 1:H:145:SER:HA 1.68 0.73
1:1:151:LEU:HD22 1:1:252:ILE:HG22 1.69 0.73
2:W:5:VAL:HB 2:W:23:GLN:HB2 1.69 0.73
3:8:143:ASP:HA 3:8:176:LYS:CG 2.15 0.73
1:E:16:GLY:HA2 1:E:338:PHE:HB3 1.70 0.73
1:E:409:LEU:O 1:E:413:VAL:HG23 1.88 0.73
2:3:48:VAL:O 2:3:61: VAL:HG23 1.88 0.73
2:5:172:LEU:HD21 2:5:195:VAL:HG11 1.70 0.73
2:9:48:VAL:O 2:9:61:VAL:HG23 1.88 0.73
1:F:187:THR:HB 1:F:189:GLN:NE2 2.03 0.73
1:J:130:VAL:HG11 1:J:164:LEU:HD11 1.70 0.73
2:U:129:THR:HG22 | 2:U:160:PRO:HD3 1.68 0.73
2:1:129: THR:HG22 2:1:160:PRO:HD3 1.69 0.73
3:T:143:ASP:HA 3:T:176:LYS:CG 2.16 0.73
1:C:79:PHE:O 1:C:82:GLU:HB2 1.88 0.73
1:D:409:LEU:O 1:D:413:VAL:HG23 1.89 0.73
1:J:16:GLY:HA2 1:J:338:PHE:HB3 1.69 0.73
1:L:151:LEU:HD22 1:L:252:1ILE:HG22 1.70 0.73
2:M:172:LEU:HD21 | 2:M:195:VAL:HG11 1.70 0.73
2:0:172:LEU:HD21 | 2:0:195:VAL:HG11 1.69 0.73
2:5:179:PHE:HB3 3:T:180:SER:OG 1.88 0.73
1:C:53:ASN:HD21 1:C:276:. THR:HA 1.52 0.73
1:1:102: VAL:HG22 1:1:232:1LE:HB 1.70 0.73
1:J:53:ASN:ND2 1:J:276: THR:HA 2.02 0.73
1:K:102:VAL:HG22 1:K:232:ILE:HB 1.70 0.73
1:D:383:ARG:CZ 1:F:27:LYS:HD3 2.19 0.73
1:D:403:GLU:H 1:D:407:GLN:NE2 1.86 0.73
1:L:409:LEU:O 1:1L:413:VAL:HG23 1.89 0.73
3:2:143:ASP:CA 3:2:176:LYS:HG3 2.17 0.73
2:Y:100:GLU:H 2:Y:111:TYR:CB 2.02 0.73
1:C:191:GLN:HE21 1:C:217:.ILE:HD11 1.54 0.73
1:D:426:GLU:HG3 1:E:383:ARG:NH2 2.04 0.73
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Atom-1 Atom-2 distance (A) overlap (A)
2:M:60:TYR:HE1 2:M:70:MET:HG2 1.53 0.73
2:S:48:VAL:O 2:S5:61:VAL:HG23 1.89 0.73
2:5:91:THR:HB 2:5:124:VAL:H 1.54 0.73
2:7:57:GLN:HE22 4:EA:2:NAG:C5H 2.01 0.73
2:7:129: THR:HG22 2:7:160:PRO:HD3 1.70 0.73
3:7:143:ASP:CA 3:7:176:LYS:HG3 2.17 0.73
1:D:140:LYS:HG2 1:D:145:SER:HA 1.70 0.73
1:E:222:TRP:CZ3 1:E:225:GLY:HA2 2.24 0.73
2:M:48:VAL:O 2:M:61:VAL:HG23 1.88 0.73
2:Y:60:TYR:HE1 2:Y:70:MET:HG2 1.52 0.73
3:7:143:ASP:HA 3:72:176:LYS:CG 2.15 0.73
1:A:347:1ILE:HD13 1:A:347:ILE:H 1.53 0.73
1:G:42:LEU:HD11 1:G:316:LEU:HB2 1.71 0.73
1:J:331:LEU:H 1:J:331:LEU:CD2 2.00 0.73
2:Q:33:GLY:CA 2:Q:99:VAL:HG22 2.18 0.73
2:U:52:ASN:HD21 2:U:102:VAL:HA 1.52 0.73
2:W:52:ASN:HD21 2:W:102:VAL:HA 1.54 0.73
1:A:156:LYS:HD2 1:A:196:VAL:HG22 1.70 0.72
1:G:16:GLY:HA2 1:G:338:PHE:HB3 1.71 0.72
1:H:151:LEU:HD22 1:H:252:1LE:HG22 1.70 0.72
2:Q:48:VAL:O 2:Q:61:VAL:HG23 1.89 0.72
1:B:130:VAL:HG11 | 1:B:164:LEU:HD11 1.71 0.72
1:1:130:VAL:HG11 1:1:164:LEU:HD11 1.72 0.72
1:K:402:VAL:HA 1:K:407:GLN:HE22 1.53 0.72
2:U:6:GLN:HB3 2:U:120: THR:HG23 1.71 0.72
2:W:172:LEU:HD21 | 2:W:195:VAL:HG11 1.70 0.72
1:A:42:LEU:HD11 1:A:316:LEU:HB2 1.70 0.72
1:C:140:LYS:HG2 1:C:145:SER:HA 1.70 0.72
1:F:102: VAL:HG22 1:F:232:1LE:HB 1.71 0.72
1:A:29:ILE:O 1:B:380:LYS:HG2 1.89 0.72
1:A:102: VAL:HG22 1:A:232:ILE:HB 1.69 0.72
1:A:130:VAL:HG11 | 1:A:164:LEU:HD11 1.72 0.72
1:J:384:VAL:HG13 1:J:428:LEU:HD21 1.72 0.72
2:M:179:PHE:CE2 3:N:142:SER:HB3 2.25 0.72
2:0:111:TYR:HE1 2:0:113:MET:HG2 1.52 0.72
2:1:60:TYR:HE1 2:1:70:MET:HG2 1.52 0.72
2:5:60:TYR:HE1 2:5:70:MET:HG2 1.54 0.72
1:E:221:PRO:HD3 1:F:244:VAL:HB 1.72 0.72
2:M:109:HIS:HA 3:N:93: TYR:CG 2.24 0.72
2:QQ:52:ASN:HD21 2:Q:102:VAL:HA 1.55 0.72
2:3:179:PHE:HB3 3:4:180:SER:OG 1.89 0.72
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Atom-1 Atom-2 distance (A) overlap (A)

2:5:52:ASN:HD21 2:5:102: VAL:HA 1.54 0.72
1:K:404:GLY:HA3 1:L:107:SER:HB2 1.70 0.72
2:Y:179:PHE:CE2 3:7:142:SER:HB3 2.24 0.72
1:A:16:GLY:HA2 1:A:338:PHE:HB3 1.70 0.72
1:H:403:GLU:H 1:H:407:GLN:NE2 1.87 0.72
2:0:6:GLN:HE21 2:0:117:GLY:HA3 1.54 0.72
1:C:187:THR:HB 1:C:189:GLN:NE2 2.05 0.72
1:E:27:LYS:NZ 1:F:383:ARG:HD3 2.04 0.72
1:F:151:LEU:HD22 1:F:252:1LE:HG22 1.72 0.72
1:H:16:GLY:HA2 1:H:338:PHE:HB3 1.71 0.72
1:J:42:LEU:HD11 1:J:316:LEU:HB2 1.70 0.72
1:B:53:ASN:HD21 1:B:276:THR:HA 1.54 0.72
1:1:53: ASN:ND2 1:1:276: THR:HA 2.04 0.72
1:1:156:LYS:HD2 1:1:196:VAL:HG22 1.70 0.72
1:J:156:LYS:HD2 1:J:196:VAL:HG22 1.70 0.72
2:U:48:VAL:O 2:U:61:VAL:HG23 1.90 0.72
3:R:143:ASP:HA 3:R:176:LYS:CG 2.15 0.72
2:M:52:ASN:HD21 2:M:102:VAL:HA 1.55 0.71
2:Y:52:ASN:HD21 2:Y:102:VAL:HA 1.55 0.71
1:G:347:ILE:H 1:G:347:ILE:HD13 1.55 0.71
2:5:57:GLN:NE2 4:BA:2:NAG:H5 2.04 0.71
3:T:143:ASP:CA 3:T:176:LYS:HG3 2.17 0.71
1:E:53:ASN:HD21 1:E:276: THR:HA 1.54 0.71
1:H:187:-THR:HB 1:H:189:GLN:NE2 2.05 0.71
1:1:42:LEU:HD11 1:1:316:LEU:HB2 1.70 0.71
2:M:112:PRO:HB3 3:N:36:HIS:CE1 2.25 0.71
2:0:6:GLN:HB2 2:0:118:GLN:OE1 1.90 0.71
2:U:60: TYR:HE1 2:U:70:MET:HG2 1.53 0.71
3:P:143:ASP:CA 3:P:176:LYS:HG3 2.16 0.71
1:B:42:LEU:HD11 1:B:316:LEU:HB2 1.72 0.71
1:J:413:VAL:HG21 1:1:409:LEU:HD11 1.69 0.71
2:Y:129:THR:HG22 | 2:Y:160:PRO:HD3 1.71 0.71
2:9:51:1ILE:HD13 2:9:52:ASN:N 2.05 0.71
2:9:52:ASN:HD21 2:9:102: VAL:HA 1.55 0.71
2:9:57:GLN:HE22 4:HA:2:NAG:C5H 2.00 0.71
1:D:16:GLY:HA2 1:D:338:PHE:HB3 1.72 0.71
1:1:347:ILE:HD13 1:1:347:ILE:H 1.54 0.71
1:1:326:LYS:HB3 1:L:328: THR:HG23 1.73 0.71
2:M:33:GLY:CA 2:M:99:VAL:HG22 2.20 0.71
2:Y:51:ILE:HD13 2:Y:52:ASN:N 2.06 0.71
2:Y:112:PRO:CB 3:7:51:SER:HB2 2.19 0.71
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:Q:44:GLY:HA2 3:R:89:TYR:OH 1.91 0.71
2:Y:136:PRO:O 3:7:126:SER:HB3 1.91 0.71
1:D:156:LYS:HD2 1:D:196:VAL:HG22 1.71 0.71
1:F:16:GLY:HA2 1:F:338:PHE:HB3 1.70 0.71
1:K:357:ASN:HD21 1:K:359:GLU:HB2 1.55 0.71
1:L:16:GLY:HA2 1:L:338:PHE:HB3 1.72 0.71
2:1:44:GLY:HA2 3:2:89:TYR:OH 1.90 0.71
2:9:19: THR:HG22 2:9:82:GLU:HG2 1.72 0.71
3:X:143:ASP:CA 3:X:176:LYS:HG3 2.17 0.71
1:A:27:LYS:HD3 1:B:383:ARG:CZ 2.20 0.71
1:H:79:PHE:O 1:H:82:GLU:HB2 1.90 0.71
1:J:79:PHE:O 1:J:82:GLU:HB2 1.90 0.71
1:J:102:VAL:HG22 1:J:232:ILE:HB 1.71 0.71
1:J:347:1LE:H 1:J:347:ILE:HD13 1.56 0.71
1:K:403:GLU:H 1:K:407:GLN:NE2 1.89 0.71
2:Q:148:THR:HB 2:Q:197:-VAL:O 1.91 0.71
1:B:102:VAL:HG22 1:B:232:ILE:HB 1.72 0.71
1:E:187: THR:HB 1:E:189:GLN:NE2 2.05 0.71
1:G:187:THR:HB 1:G:189:GLN:NE2 2.05 0.71
1:1:334:ALA:O 1:1:335:1ILE:HG22 1.91 0.71
1:C:357:ASN:HD21 1:C:359:GLU:HB2 1.56 0.70
1:C:402:VAL:HA 1:C:407:GLN:HE22 1.56 0.70
1:1:187:- THR:HB 1:1:189:GLN:NE2 2.06 0.70
1:K:16:GLY:HA2 1:K:338:PHE:HB3 1.72 0.70
2:0:19: THR:HG22 2:0:82:GLU:HG2 1.73 0.70
1:C:409:LEU:O 1:C:413:VAL:HG23 1.90 0.70
2:3:111:TYR:HE1 2:3:113:MET:HG2 1.53 0.70
1:C:192: THR:HA 1:C:196:VAL:O 1.91 0.70
1:D:383:ARG:HD3 1:F:27:LYS:HZ2 1.56 0.70
1:F:347:.1ILE:HD13 1:F:347.1LE:H 1.56 0.70
1:H:42:LEU:HD11 1:H:316:LEU:HB2 1.73 0.70
1:H:402:VAL:HA 1:H:407:GLN:HE22 1.56 0.70
2:0:33:GLY:CA 2:0:99:VAL:HG22 2.19 0.70
2:W:109:HIS:HA 3:X:93:TYR:CG 2.26 0.70
2:7:148: THR:HB 2:7:197:VAL:O 1.91 0.70
1:A:79:PHE:O 1:A:82:GLU:HB2 1.92 0.70
1:B:16:GLY:HA2 1:B:338:PHE:HB3 1.73 0.70
1:D:102:VAL:HG22 1:D:232:ILE:HB 1.73 0.70
1:E:191:GLN:HE21 1:E:217:ILE:HD11 1.54 0.70
1:G:79:PHE:O 1:G:82:GLU:HB2 1.91 0.70
1:K:216:ASN:HB3 1:L:212:THR:HG21 1.74 0.70
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2:3:91: THR:0G1 2:3:123: THR:HA 1.91 0.70
1:G:53:ASN:HD21 1:G:276:THR:HA 1.56 0.70
2:M:10:GLU:O 2:M:122:VAL:HA 1.92 0.70
2:9:111:TYR:HE1 2:9:113:MET:HG2 1.56 0.70
1:A:409:LEU:O 1:A:413:VAL:HG23 1.91 0.70
1:I1:108:LEU:O 1:I:111:LEU:HG 1.92 0.70
1:1:208:ARG:NH1 1:1:238:LYS:HD2 2.06 0.70
1:J:404:GLY:HA3 1:K:107:SER:HB2 1.73 0.70
1:K:221:PRO:HD3 1:1:244:VAL:HB 1.73 0.70
2:0:52:ASN:HD21 2:0:102:VAL:HA 1.56 0.70
2:W:51:ILE:HD13 2:W:52:ASN:N 2.07 0.70
1:A:27:LYS:HD3 1:B:383:ARG:NH1 2.04 0.70
1:F:402:VAL:HA 1:F:407:GLN:HE22 1.57 0.70
1:H:334:ALA:O 1:H:335:1LE:HG22 1.92 0.70
2:M:174:SER:HB3 2:7:204:THR:HG21 1.73 0.70
2:Y:172:LEU:HD21 | 2:Y:195:VAL:HG11 1.72 0.70
2:5:19:- THR:HG22 2:5:82:GLU:HG2 1.72 0.70
2:7:100:GLU:HG2 2:7:110:TYR:OH 1.92 0.70
1:B:357:ASN:HD21 1:B:359:GLU:HB2 1.57 0.70
1:C:156:LYS:HD2 1:C:196:VAL:HG22 1.73 0.70
1:E:42:LEU:HD11 1:E:316:LEU:HB2 1.74 0.70
1:F:53:ASN:ND2 1:F:276: THR:HA 2.06 0.70
2:W:19: THR:HG22 2:W:82:GLU:HG2 1.72 0.70
1:A:357:ASN:HD21 1:A:359:GLU:HB2 1.57 0.70
1:B:426:GLU:HG3 1:C:383:ARG:NH2 2.07 0.70
1:F:403:GLU:H 1:F:407:GLN:NE2 1.90 0.70
2:W:160:PRO:HD2 2:W:215:PRO:CB 2.22 0.70
2:1:11:VAL:HG22 2:1:123:THR:OG1 1.92 0.70
3:2:163:GLY:O 3:2:183:LEU:HG 1.91 0.70
3:6:143:ASP:HA 3:6:176:LYS:CG 2.17 0.70
1:G:102:VAL:HG22 1:G:232:ILE:HB 1.73 0.70
2:7:19:- THR:HG22 2:7:82:GLU:HG2 1.72 0.70
3:V:143:ASP:CA 3:V:176:LYS:HG3 2.17 0.70
3:6:163:GLY:O 3:6:183:LEU.-HG 1.91 0.70
1:B:347:ILE:H 1:B:347:.1LE:HD13 1.57 0.69
1:G:331:LEU:HD22 1:G:331:LEU:N 2.02 0.69
1:1:79:PHE:O 1:1:82: GLU:HB2 1.92 0.69
1:L:272:ALA:HA 2:9:105:VAL:CG2 2.22 0.69
2:0:20:VAL:HG13 2:0:120: THR:HG21 1.72 0.69
2:0:111:TYR:CE1 2:0:113:MET:HG2 2.27 0.69
2:1:109:HIS:HA 3:2:93:TYR:CG 2.27 0.69
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2:3:19: THR:HG22 2:3:82:GLU:HG2 1.72 0.69
2:9:148: THR:HB 2:9:197:VAL:O 1.92 0.69
3:R:163:GLY:O 3:R:183:LEU:HG 1.92 0.69
1:A:383:ARG:NH2 1:C:426:GLU:HG3 2.07 0.69
1:C:16:GLY:HA2 1:C:338:PHE:HB3 1.72 0.69
1:1:346:MET:HA 1:1:363:GLN:HE22 1.56 0.69
1:K:384:VAL:HG13 | 1:K:428:LEU:HD21 1.74 0.69
2:Y:148:THR:HB 2:Y:197:VAL:O 1.92 0.69
2:7:100:GLU:H 2:7:111:TYR:CB 2.05 0.69
1:G:404:GLY:HA3 1:H:107:SER:HB2 1.74 0.69
1:L:53:ASN:ND2 1:L:276: THR:HA 2.07 0.69
2:M:148:THR:HB 2:M:197:VAL:O 1.92 0.69
2:5:172:LEU:HD21 2:S5:195:VAL:HG11 1.72 0.69
2:W:33:GLY:CA 2:W:99:VAL:HG22 2.21 0.69
2:W:148: THR:HB 2:W:197:VAL:O 1.92 0.69
3:6:6:GLN:HG2 3:6:7:PRO:HD2 1.74 0.69
1:G:60:ASP:0OD2 1:G:274:ILE:HD11 1.92 0.69
1:G:107:SER:HB2 1:1:404:GLY:HA3 1.74 0.69
1:H:347:ILE:HD13 1:H:347:ILE:H 1.56 0.69
1:H:357:ASN:HD21 1:H:359:GLU:HB2 1.57 0.69
1:K:334:ALA:O 1:K:335:1ILE:HG22 1.93 0.69
1:L:37:THR:HG23 1:L:320:MET:O 1.92 0.69
3:R:6:GLN:HG2 3:R:7:PRO:HD2 1.75 0.69
1:1:402:VAL:HA 1:1:407:GLN:HE22 1.58 0.69
2:Q:112:PRO:CB 3:R:51:SER:HB2 2.22 0.69
2:U:33:GLY:CA 2:U:99:VAL:HG22 2.19 0.69
2:U:160:PRO:HD2 2:U:215:PRO:CB 2.22 0.69
2:1:16:ALA:O 2:1:86:LEU:HG 1.92 0.69
2:5:111:TYR:HE1 2:5:113:MET:HG2 1.57 0.69
2:7:99:VAL:HB 2:7:111:TYR:CE2 2.27 0.69
2:7:99:VAL:HB 2:7:111:TYR:CZ 2.27 0.69
1:J:403:GLU:H 1:J:407:GLN:NE2 1.89 0.69
1:K:187:THR:HB 1:K:189:GLN:NE2 2.06 0.69
1:1:334:ALA:O 1:1:335:1ILE:HG22 1.91 0.69
3:P:163:GLY:O 3:P:183:LEU:HG 1.93 0.69
1:C:208:ARG:NH1 1:C:238:LYS:HD2 2.07 0.69
1:C:403:GLU:H 1:C:407:GLN:NE2 1.90 0.69
1:H:404:GLY:HA3 1:I1:107:SER:HB2 1.74 0.69
2:0:17:SER:HB3 2:0:84:LYS:HA 1.73 0.69
2:U:176:VAL:HG22 | 2:U:195:VAL:HG22 1.75 0.69
2:3:51:1LE:HD13 2:3:52:ASN:N 2.05 0.69
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1:B:346:MET:HA 1:B:363:GLN:HE22 1.56 0.69
1:C:334:ALA:O 1:C:335:1ILE:HG22 1.93 0.69
1:D:53:ASN:ND2 1:D:276: THR:HA 2.08 0.69
1:F:130:VAL:HG11 1:F:164:LEU:HD11 1.72 0.69
1:F:331:LEU:HD13 1:F:331:LEU:N 2.08 0.69
1:1:409:LEU:O 1:1:413:VAL:HG23 1.93 0.69
1:K:79:PHE:O 1:K:82:GLU:HB2 1.93 0.69
2:M:51:1LE:HD13 2:M:52:ASN:N 2.07 0.69
2:M:137:LEU:HB3 3:N:123:PHE:CD1 2.28 0.69
2:0:51:ILE:HD13 2:0:52:ASN:N 2.06 0.69
2:S5:33:GLY:CA 2:5:99:VAL:HG22 2.19 0.69
2:7:10:GLU:O 2:7:122:VAL:HA 1.91 0.69
2:7:52:ASN:HD21 2:7:102: VAL:HA 1.55 0.69
2:9:139:PRO:HD3 2:9:151:LEU:HG 1.74 0.69
3:2:93:TYR:CD1 3:2:100:SER:HB3 2.28 0.69
3:6:143:ASP:CA 3:6:176:LYS:HG3 2.19 0.69
1:B:177:LEU:HB2 1:B:260:MET:SD 2.33 0.69
1:F:192: THR:HA 1:F:196:VAL:O 1.92 0.69
2:1:148:THR:HB 2:1:197:VAL:O 1.92 0.69
1:C:347:.1ILE:HD13 1:C:347.1LE:H 1.56 0.69
1:E:334:ALA:O 1:E:335:ILE:HG22 1.93 0.69
1:1:16:GLY:HA2 1:1:338:PHE:HB3 1.74 0.69
2:0:109:HIS:HA 3:P:93:TYR:CG 2.28 0.69
3:X:167:THR:HG23 3:X:180:SER:H 1.57 0.69
1:A:402:VAL:HA 1:A:407:GLN:HE22 1.58 0.68
1:C:384:VAL:HG13 | 1:C:428:LEU:HD21 1.75 0.68
1:F:357:ASN:HD21 1:F:359:GLU:HB2 1.57 0.68
1:K:347:ILE:HD13 1:K:347:ILE:H 1.58 0.68
2:M:163:VAL:HG23 2:M:212:ASN:O 1.93 0.68
2:U:6:GLN:HB2 2:U:118:GLN:OE1 1.92 0.68
2:U:10:GLU:O 2:U:122:VAL:HA 1.92 0.68
2:Y:19:THR:HG22 2:Y:82:GLU:HG2 1.75 0.68
2:5:160:PRO:HD2 2:5:215:PRO:CB 2.22 0.68
3:T:163:GLY:O 3:T:183:LEU:HG 1.93 0.68
3:4:163:GLY:O 3:4:183:LEU:HG 1.92 0.68
1:E:37:THR:HG23 1:E:320:-MET:O 1.93 0.68
1:F:334:ALA:O 1:F:335:ILE:HG22 1.92 0.68
1:F:409:LEU:O 1:F:413:VAL:HG23 1.92 0.68
1:G:384:VAL:HG13 | 1:G:428:LEU:HD21 1.75 0.68
1:H:346:MET:HA 1:H:363:GLN:HE22 1.58 0.68
1:J:357:ASN:HD21 1:J:359:GLU:HB2 1.56 0.68
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1:K:219:SER:H 1:L:246:ASN:ND2 1.90 0.68
1:1:140:LYS:HG2 1:L:145:SER:HA 1.72 0.68
2:5:91: THR:OG1 2:S:123: THR:HA 1.93 0.68
2:W:194:VAL:HG21 3:X:140:LEU:CD1 2.24 0.68
2:1:19:THR:HG22 2:1:82:GLU:HG2 1.74 0.68
2:5:51:ILE:HD13 2:5:52:ASN:N 2.06 0.68
3:X:163:GLY:O 3:X:183:LEU:HG 1.93 0.68
1:L:108:LEU:O 1:L:111:LEU:HG 1.94 0.68
2:W:163:VAL:HG23 2:W:212:ASN:O 1.94 0.68
2:1:160:PRO:HD2 2:1:215:PRO:CB 2.23 0.68
3:P:6:GLN:HG2 3:P:7:PRO:HD2 1.75 0.68
1:A:187:-THR:HB 1:A:189:GLN:NE2 2.06 0.68
1:B:384:VAL:HG13 | 1:B:428:LEU:HD21 1.76 0.68
1:C:60:ASP:0OD2 1:C:274:.1LE:HD11 1.94 0.68
1:G:334:ALA:O 1:G:335:ILE:HG22 1.94 0.68
1:1:403:GLU:H 1:1:407:GLN:NE2 1.92 0.68
2:M:6:GLN:HB3 2:M:120: THR:CG2 2.23 0.68
2:M:19:THR:HG22 2:M:82:GLU:HG2 1.74 0.68
2:0:148:THR:HB 2:0:197:VAL:O 1.93 0.68
2:Q:19:THR:HG22 2:Q:82:GLU:HG2 1.74 0.68
2:Y:99:VAL:HB 2:Y:111:TYR:CE2 2.28 0.68
2:Y:160:PRO:HD2 2:Y:215:PRO:CB 2.23 0.68
2:9:16:ALA:O 2:9:86:LEU:HG 1.94 0.68
1:A:334:ALA:O 1:A:335:1ILE:HG22 1.92 0.68
1:B:425:ALA:O 1:B:429:VAL:HG23 1.93 0.68
1:E:192:THR:HA 1:E:196:VAL:O 1.93 0.68
1:E:463:GLY:CA 1:F:453:ARG:HB3 2.24 0.68
1:L:357:ASN:HD21 1:L:359:GLU:HB2 1.59 0.68
2:Q:100:GLU:HG2 2:Q:110:TYR:OH 1.93 0.68
2:S5:148:THR:HB 2:S5:197:VAL:O 1.93 0.68
2:3:148: THR:HB 2:3:197:VAL:O 1.92 0.68
2:3:176:VAL:HG22 2:3:195:VAL:HG22 1.75 0.68
2:9:172:LEU:HD21 2:9:195:VAL:HG11 1.73 0.68
3:T:6:GLN:HG2 3:T:7:PRO:HD2 1.75 0.68
3:X:6:GLN:HG2 3:X:7:PRO:HD2 1.75 0.68
1:D:27:LYS:HD3 1:E:383:ARG:CZ 2.24 0.68
1:H:192: THR:HA 1:H:196:VAL:O 1.94 0.68
1:L:402:VAL:HA 1:L:407:GLN:HE22 1.58 0.68
2:U:163:VAL:HG23 2:U:212:ASN:O 1.94 0.68
2:3:160:PRO:HD2 2:3:215:PRO:CB 2.24 0.68
3:7:6:GLN:HG2 3:7:7:PRO:HD2 1.76 0.68
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3:0:6:GLN:HG2 3:0:7:PRO:HD2 1.76 0.68
3:0:93:TYR:CD1 3:0:100:SER:HB3 2.28 0.68
1:A:107:SER:HB2 1:C:404:GLY:HA3 1.74 0.68
1:D:192: THR:HA 1:D:196:VAL:O 1.94 0.68
1:D:357:ASN:HD21 1:D:359:GLU:HB2 1.58 0.68
1:F:457:GLU:HG3 1:F:499:ARG:HH12 1.58 0.68
1:H:102:VAL:HG22 1:H:232:ILE:HB 1.76 0.68
1:H:384:VAL:HG13 | 1:H:428:LEU:HD21 1.75 0.68
2:M:160:PRO:HD2 2:M:215:PRO:CB 2.24 0.68
2:Q:51:1ILE:HD13 2:QQ:52:ASN:N 2.06 0.68
2:Q:160:PRO:HD2 2:Q:215:PRO:CB 2.24 0.68
2:S:51:1LE:HD13 2:S5:52:ASN:N 2.06 0.68
2:3:52:ASN:HD21 2:3:102: VAL:HA 1.57 0.68
2:5:163:VAL:HG23 2:5:212:ASN:O 1.94 0.68
1:D:57:ARG:O 1:D:85:ASP:HB2 1.94 0.68
1:D:402:VAL:HA 1:D:407:GLN:HE22 1.59 0.68
1:F:346:MET:HA 1:F:363:GLN:HE22 1.58 0.68
1:G:357:ASN:HD21 1:G:359:GLU:HB2 1.58 0.68
1:J:108:LEU:O 1:J:111:LEU:HG 1.94 0.68
1:L:346:MET:HA 1:1L:363:GLN:HE22 1.58 0.68
2:1:52:ASN:HD21 2:1:102: VAL:HA 1.58 0.68
2:5:100:GLU:HG2 2:5:110: TYR:OH 1.93 0.68
3:N:6:GLN:HG2 3:N:7:PRO:HD2 1.76 0.68
3:72:163:GLY:O 3:7:183:LEU:HG 1.94 0.68
3:4:143:ASP:CA 3:4:176:LYS:HG3 2.18 0.68
1:A:151:LEU:HD22 1:A:252:ILE:HG22 1.74 0.68
1:B:222:TRP:CZ3 1:B:225:GLY:HA2 2.29 0.68
1:D:334:ALA:O 1:D:335:ILE:HG22 1.94 0.68
1:D:346:MET:HA 1:D:363:GLN:HE22 1.58 0.68
1:G:192:THR:HA 1:G:196:VAL:O 1.94 0.68
1:L:79:PHE:O 1:1L:82:GLU:HB2 1.93 0.68
2:M:138:ALA:HB1 2:M:139:PRO:HD2 1.76 0.68
2:S5:176:VAL:HG22 2:S5:195:VAL:HG22 1.76 0.68
2:1:139:PRO:HD3 2:1:151:LEU:HG 1.76 0.68
2:5:148: THR:HB 2:5:197:VAL:O 1.93 0.68
2:7:51:1LE:HD13 2:7:52:ASN:N 2.07 0.68
3:4:6:GLN:HG2 3:4:7:PRO:HD2 1.76 0.68
3:0:167:THR:HG23 3:0:180:SER:H 1.59 0.68
1:B:353:PHE:HE1 1:B:366:ASP:HB2 1.58 0.68
1:F:37:. THR:HG22 1:F:322:ASN:HB2 1.76 0.68
1:J:187:THR:HB 1:J:189:GLN:NE2 2.05 0.68
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1:J:192:THR:HA 1:J:196:VAL:O 1.94 0.68
2:W:100:GLU:HG2 2:W:110:TYR:OH 1.94 0.68
2:1:138:ALA:HB1 2:1:139:PRO:HD2 1.76 0.68
2:3:163:VAL:HG23 2:3:212:ASN:O 1.94 0.68
2:7:17:SER:HB3 2:7:84:LYS:HA 1.76 0.68
2:7:139:PRO:HD3 2:7:151:LEU:HG 1.76 0.68
1:E:79:PHE:O 1:E:82:GLU:HB2 1.94 0.67
1:F:208:ARG:NH1 1:F:238:LYS:HD2 2.09 0.67
1:L:57:ARG:O 1:1:85:ASP:HB2 1.94 0.67
2:Q:2:VAL:HG23 2:Q:115:VAL:HG11 1.76 0.67
2:Q:139:PRO:HD3 2:Q:151:LEU:HG 1.76 0.67
2:U:148:THR:HB 2:U:197:VAL:O 1.93 0.67
3:N:163:GLY:O 3:N:183:LEU:HG 1.94 0.67
3:6:167: THR:HG23 3:6:180:SER:H 1.59 0.67
1:A:404:GLY:HA3 1:B:107:SER:HB2 1.75 0.67
1:B:192:THR:HA 1:B:196:VAL:O 1.95 0.67
1:C:346:MET:HA 1:C:363:GLN:HE22 1.59 0.67
1:E:347:ILE:H 1:E:347:ILE:HD13 1.58 0.67
1:I.177:LEU.HB2 1:1:260:MET:SD 2.34 0.67
2:W:17:SER:HB3 2:W:84:LYS:HA 1.76 0.67
2:1:17:SER:HB3 2:1:84:LYS:HA 1.75 0.67
1:D:187:THR:HB 1:D:189:GLN:NE2 2.07 0.67
2:M:176:VAL:HG22 | 2:M:195:VAL:HG22 1.75 0.67
2:Q:138:ALA:HB1 2:Q:139:PRO:HD2 1.76 0.67
2:S:194:VAL:HG21 3:T:140:LEU:CD1 2.24 0.67
2:U:19:THR:HG22 2:U:82:GLU:HG2 1.74 0.67
2:9:17:SER:HB3 2:9:84:LYS:HA 1.76 0.67
2:9:91: THR:CB 2:9:124:VAL:H 2.07 0.67
3:0:163:GLY:O 3:0:183:LEU:HG 1.95 0.67
1:A:192: THR:HA 1:A:196:VAL:O 1.95 0.67
1:A:208:ARG:NH1 1:A:238:LYS:HD2 2.09 0.67
1:B:369:SER:HB3 1:B:447:LEU:HD13 1.76 0.67
1:D:42:LEU:HD11 1:D:316:LEU:HB2 1.76 0.67
1:D:108:LEU:O 1:D:111:LEU:HG 1.95 0.67
1:D:208:ARG:NH1 1:D:238:LYS:HD2 2.09 0.67
1:G:37:THR:HG22 1:G:322:ASN:HB2 1.77 0.67
1:G:331:LEU:H 1:G:331:LEU:CD2 1.95 0.67
1:1:192:THR:HA 1:1:196:VAL:O 1.94 0.67
1:1:403:GLU:H 1:L:407:GLN:NE2 1.93 0.67
2:0:100:GLU:H 2:0:111:TYR:CB 2.07 0.67
2:0:176:VAL:HG22 | 2:0:195:VAL:HG22 1.77 0.67
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2:S:19:THR:HG22 2:S5:82:GLU:HG2 1.76 0.67
2:Y:17:SER:HB3 2:Y:84:LYS:HA 1.75 0.67
2:Y:163:VAL:HG23 2:Y:212:ASN:O 1.94 0.67
2:3:33:GLY:CA 2:3:99:VAL:HG22 2.21 0.67
1:A:246:ASN:ND2 1:C:219:SER:H 1.91 0.67
1:A:384:VAL:HG13 | 1:A:428:LEU:HD21 1.75 0.67
1:A:403:GLU:H 1:A:407:GLN:NE2 1.93 0.67
1:B:409:LEU:O 1:B:413:VAL:HG23 1.94 0.67
1:F:37: THR:HG23 1:F:320:MET:O 1.95 0.67
1:G:409:LEU:O 1:G:413:VAL:HG23 1.94 0.67
1:H:384:VAL:CG1 1:H:428:LEU:HD21 2.24 0.67
1:J:57:ARG:O 1:J:85:ASP:HB2 1.95 0.67
1:J:331:LEU:HD13 1:J:331:LEU:N 2.09 0.67
1:K:108:LEU:O 1:K:111:LEU:HG 1.93 0.67
1:L:347:ILE:HD13 1:L:347:1LE:H 1.59 0.67
2:1:163:VAL:HG23 2:1:212:ASN:O 1.94 0.67
3:R:15:GLY:HA2 3:R:79:GLY:HA2 1.77 0.67
1:B:187:THR:HB 1:B:189:GLN:NE2 2.09 0.67
1:E:208:ARG:NH1 1:E:238:LYS:HD2 2.10 0.67
1:G:403:GLU:H 1:G:407:GLN:NE2 1.91 0.67
1:H:457:GLU:HG3 | 1:H:499:ARG:HH12 1.60 0.67
1:J:409:LEU:O 1:J:413:VAL:HG23 1.93 0.67
2:5:100:GLU:HG2 2:S:110: TYR:OH 1.94 0.67
2:1:91:THR:HB 2:1:124:VAL:HG23 1.75 0.67
2:7:55:ASP:0OD1 4:EA:2:NAG:H81 1.94 0.67
3:8:6:GLN:HG2 3:8:7:PRO:HD2 1.76 0.67
1:E:357:ASN:HD21 1:E:359:GLU:HB2 1.59 0.67
1:G:353:PHE:HE1 1:G:366:ASP:HB2 1.60 0.67
1:H:425:ALA:O 1:H:429:VAL:HG23 1.94 0.67
1:J:346:MET:HA 1:J:363:GLN:HE22 1.59 0.67
1:L:60:ASP:0OD2 1:L:274:1LE:HD11 1.95 0.67
2:Y:139:PRO:HD3 2:Y:151:LEU:HG 1.77 0.67
2:3:109:HIS:HA 3:4:93: TYR:CG 2.30 0.67
2:3:138:ALA:HB1 2:3:139:PRO:HD2 1.77 0.67
2:7:163:VAL:HG23 2:7:212:ASN:O 1.93 0.67
1:A:212: THR:HG21 1:C:216:ASN:HB3 1.75 0.67
1:B:334:ALA:O 1:B:335:ILE:HG22 1.94 0.67
1:D:347:ILE:HD13 1:D:347:ILE:H 1.58 0.67
1:E:57:ARG:O 1:E:85:ASP:HB2 1.94 0.67
1:1:357:ASN:HD21 1:1:359:GLU:HB2 1.59 0.67
2:Y:138:ALA:HB1 2:Y:139:PRO:HD2 1.77 0.67

Continued on next page...




Page 59

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

2:Y:165:VAL:HG12 | 2:Y:211:VAL:HG22 1.76 0.67
1:B:208:ARG:NH1 1:B:238:LYS:HD2 2.09 0.67
1:C:57:ARG:O 1:C:85:ASP:HB2 1.94 0.67
1:D:79:PHE:O 1:D:82:GLU:HB2 1.94 0.67
1:G:346:MET:HA 1:G:363:GLN:HE22 1.59 0.67
1:J:272:ALA:HA 2:5:105:VAL:CG2 2.24 0.67
2:0:139:PRO:HD3 2:0:151:LEU-HG 1.77 0.67
2:U:100:GLU:N 2:U:111:TYR:HB2 2.08 0.67
3:2:6:GLN:HG2 3:2:7:PRO:HD2 1.75 0.67
3:4:93: TYR:CD1 3:4:100:SER:HB3 2.30 0.67
1:E:37:THR:HG22 1:E:322:ASN:HB2 1.76 0.67
1:E:102:VAL:HG22 1:E:232:ILE:HB 1.77 0.67
1:E:108:LEU:O 1:E:111:LEU:HG 1.94 0.67
1:E:384:VAL:HG12 1:E:385:ILE:N 2.10 0.67
1:F:108:LEU:O 1:F:111:LEU:HG 1.94 0.67
1:K:63:ASP:HA 1:K:93:ALA:HA 1.77 0.67
1:K:409:LEU:O 1:K:413:VAL:HG23 1.94 0.67
2:M:139:PRO:HD3 2:M:151:LEU:HG 1.76 0.67
2:S5:163:VAL:HG23 2:S5:212:ASN:O 1.94 0.67
2:7:160:PRO:HD2 2:7:215:PRO:CB 2.25 0.67
1:E:219:SER:H 1:F:246:ASN:ND2 1.91 0.66
1:H:177:LEU:HB2 1:H:260:-MET:SD 2.35 0.66
1:J:334:ALA:O 1:J:335:ILE:HG22 1.94 0.66
1:L:192: THR:HA 1:L:196:VAL:O 1.95 0.66
2:3:165:VAL:HG12 2:3:211:VAL:HG22 1.76 0.66
2:7:112:PRO:HB2 3:8:51:SER:HB2 1.76 0.66
2:9:163:VAL:HG23 2:9:212:ASN:O 1.94 0.66
3:P:93:TYR:CD1 3:P:100:SER:HB3 2.30 0.66
3:R:143:ASP:CA 3:R:176:LYS:HG3 2.17 0.66
1:B:402:VAL:HA 1:B:407:GLN:HE22 1.61 0.66
1:C:143:PRO:CG 1:D:155:THR:HB 2.25 0.66
1:J:27.LYS:HD3 1:K:383:ARG:CZ 2.26 0.66
1:L:425:ALA:O 1:1:429:VAL:HG23 1.95 0.66
2:Q:6:GLN:HB3 2:Q:120: THR:CG2 2.23 0.66
2:U:179:PHE:CE2 3:V:140:LEU:HB3 2.29 0.66
2:W:194:VAL:HG21 | 3:X:140:LEU:HD13 1.77 0.66
2:1:100:GLU:HG2 2:1:110:TYR:OH 1.95 0.66
2:5:138:ALA:HB1 2:5:139:PRO:HD2 1.76 0.66
2:7:138:ALA:HB1 2:7:139:PRO:HD2 1.76 0.66
2:9:100:GLU:HG2 2:9:110:TYR:OH 1.95 0.66
3:R:167:THR:HG23 3:R:180:SER:H 1.60 0.66

Continued on next page...




Page 60

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

3:X:167:THR:O 3:X:179:ALA:HB1 1.95 0.66
1:E:457:GLU:HG3 1:E:499:ARG:HH12 1.59 0.66
1:J:327:GLN:HG3 1:J:329:ARG:HE 1.59 0.66
1:J:402:VAL:HA 1:J:407:GLN:HE22 1.60 0.66
2:0:166:SER:OG 2:0:210:ASN:HB2 1.95 0.66
2:Q:165:VAL:HG12 | 2:Q:211:VAL:HG22 1.77 0.66
2:Y:100:GLU:HG2 2:Y:110:TYR:OH 1.94 0.66
3:8:167:- THR:HG23 3:8:180:SER:H 1.60 0.66
1:A:346:MET:HA 1:A:363:GLN:HE22 1.59 0.66
1:A:384:VAL:CG1 1:A:428:LEU:HD21 2.25 0.66
1:F:353:PHE:HE1 1:F:366:ASP:HB2 1.60 0.66
1:H:57:ARG:O 1:H:85:ASP:HB2 1.96 0.66
1:K:457:GLU:HG3 | 1:K:499:ARG:HH12 1.58 0.66
1:L:42:LEU:HD11 1:L:316:LEU:HB2 1.75 0.66
1:L:457:GLU:HG3 1:1:499:ARG:HH12 1.61 0.66
2:5:160:PRO:HD2 2:5:215:PRO:CB 2.24 0.66
2:W:139:PRO:HD3 2:W:151:LEU:HG 1.77 0.66
2:Y:176:VAL:HG22 | 2:Y:195:VAL:HG22 1.77 0.66
2:5:17:SER:HB3 2:5:84:LYS:HA 1.75 0.66
3:2:161:LYS:HA 3:2:164:VAL:HG21 1.78 0.66
3:8:163:GLY:0O 3:8:183:LEU:HG 1.95 0.66
2:Q:16:ALA:O 2:Q:86:LEU:HG 1.96 0.66
2:U:138:ALA:HB1 2:U:139:PRO:HD2 1.77 0.66
2:1:166:SER:OG 2:1:210:ASN:HB2 1.96 0.66
3:72:167:- THR:HG23 3:7:180:SER:H 1.61 0.66
1:B:403:GLU:H 1:B:407:GLN:NE2 1.94 0.66
1:D:60:ASP:0D2 1:D:274:1LE:HD11 1.95 0.66
1:D:212: THR:HG21 1:F:216:ASN:HB3 1.78 0.66
1:L:177:LEU:HB2 1:1L:260:MET:SD 2.36 0.66
2:0:160:PRO:HD2 2:0:215:PRO:CB 2.24 0.66
2:0:163:VAL:HG23 2:0:212:ASN:O 1.94 0.66
2:Q:17:SER:HB3 2:Q:84:LYS:HA 1.77 0.66
2:U:.91: THR:HB 2:U:124:VAL:N 2.06 0.66
2:U:165:VAL:HG12 | 2:U:211:VAL:HG22 1.76 0.66
2:U:184:GLN:HA 3:V:165:GLU:OE1 1.95 0.66
2:W:6:GLN:HB2 2:W:118:GLN:OE1 1.94 0.66
2:1:33:GLY:CA 2:1:99:VAL:HG22 2.20 0.66
2:1:51:ILE:HD13 2:1:52:ASN:N 2.07 0.66
2:3:17:SER:HB3 2:3:84:LYS:HA 1.75 0.66
2:3:166:SER:OG 2:3:210:ASN:HB2 1.95 0.66
2:3:194:VAL:HG21 3:4:140:LEU:CD1 2.26 0.66
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Atom-1 Atom-2 distance (A) overlap (A)
2:9:138:ALA:HB1 2:9:139:PRO:HD2 1.76 0.66
1:A:108:LEU:O 1:A:111:LEU:HG 1.95 0.66
1:J:409:LEU:HG 1:1L:409:LEU:HD21 1.77 0.66
2:Q:176:VAL:HG22 | 2:Q:195:VAL:HG22 1.77 0.66
2:U:100:GLU:HG2 2:U:110: TYR:OH 1.96 0.66
2:W:179:PHE:HB3 3:X:180:SER:OG 1.95 0.66
2:Y:16:ALA:O 2:Y:86:.LEU:HG 1.96 0.66
2:1:6:GLN:HB3 2:1:120: THR:HG23 1.78 0.66
2:5:139:PRO:HD3 2:5:151:LEU:HG 1.77 0.66
2:7:7:SER:O 2:7:120: THR:HG22 1.96 0.66
2:7:165:VAL:HG12 2:7:211:VAL:HG22 1.78 0.66
2:9:160:PRO:HD2 2:9:215:PRO:CB 2.24 0.66
3:V:163:GLY:O 3:V:183:LEU:HG 1.95 0.66
1:E:402:VAL:HA 1:E:407:GLN:HE22 1.60 0.66
1:J:353:PHE:HE1 1:J:366:ASP:HB2 1.60 0.66
1:1:102:VAL:HG22 1:1L:232:ILE:HB 1.77 0.66
2:0:99:VAL:HB 2:0:111:TYR:CE2 2.31 0.66
2:0:112:PRO:CB 3:P:51:SER:HB2 2.25 0.66
2:Q:163:VAL:HG23 2:QQ:212:ASN:O 1.96 0.66
2:U:166:SER:OG 2:U:210:ASN:HB2 1.95 0.66
1:C:331:LEU:HD13 1:C:331:LEU:N 2.10 0.66
1:D:331:LEU:HD22 1:D:331:LEU:N 2.06 0.66
1:1:208:ARG:NH1 1:1:238:LYS:HD2 2.11 0.66
2:M:17:SER:HB3 2:M:84:LYS:HA 1.78 0.66
2:M:165:VAL:HG12 | 2:M:211:VAL:HG22 1.78 0.66
2:0:10:GLU:O 2:0:122:VAL:HA 1.96 0.66
2:W:20:VAL:HG13 | 2:W:120:THR:HG21 1.75 0.66
2:Y:92:ALA:H 2:Y:122:VAL:CG2 2.09 0.66
2:7:148: THR:HA 2:7:199:SER:H 1.61 0.66
3:2:167:THR:HG23 3:2:180:SER:H 1.59 0.66
1:A:244:VAL:HB 1:C:221:PRO:HD3 1.77 0.66
1:E:403:GLU:H 1:E:407:GLN:NE2 1.93 0.66
1:F:79:PHE:O 1:F:82:GLU:HB2 1.95 0.66
1:G:57:ARG:O 1:G:85:ASP:HB2 1.96 0.66
1:G:108:LEU:O 1:G:111:LEU:HG 1.96 0.66
1:J:384:VAL:HG12 1:J:385:ILE:N 2.11 0.66
1:K:346:MET:HA 1:K:363:GLN:HE22 1.61 0.66
2:W:40:ALA:HB3 2:W:43:GLN:HB3 1.78 0.66
2:W:138:ALA:HB1 | 2:W:139:PRO:HD2 1.77 0.66
2:Y:148: THR:HA 2:Y:199:SER:H 1.60 0.66
2:1:165:VAL:HG12 2:1:211:VAL:HG22 1.77 0.66
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Atom-1 Atom-2 distance (A) overlap (A)

2:5:176:VAL:HG22 2:5:195:VAL:HG22 1.76 0.66
1:C:108:LEU:O 1:C:111:LEU:HG 1.95 0.65
1:E:331:LEU:H 1:E:331:LEU:CD2 2.00 0.65
1:K:53:ASN:ND2 1:K:276: THR:HA 2.10 0.65
1:K:177:LEU:HB2 1:K:260:-MET:SD 2.36 0.65
2:Q:87:ARG:HB2 2:Q:90:ASP:0D2 1.97 0.65
2:U:40:ALA:HB3 2:U:43:GLN:HB3 1.79 0.65
2:3:114:ASP:CG 2:3:115:VAL:HG23 2.17 0.65
2:3:139:PRO:HD3 2:3:151:LEU:HG 1.76 0.65
3:N:7:PRO:O 3:N:106: THR:HG22 1.97 0.65
3:6:167:THR:O 3:6:179:ALA:HB1 1.96 0.65
1:B:79:PHE:O 1:B:82:GLU:HB2 1.96 0.65
1:D:383:ARG:NH2 1:F:426:GLU:HG3 2.11 0.65
1:E:151:LEU:HD22 1:E:252:1ILE:HG22 1.77 0.65
1:G:463:GLY:HA2 1:H:453:ARG:HD3 1.79 0.65
1:H:384:VAL:HG12 1:H:385:ILE:N 2.11 0.65
1:K:208:ARG:NH1 1:K:238:LYS:HD2 2.11 0.65
1:L:353:PHE:HE1 1:L:366:ASP:HB2 1.61 0.65
2:M:99:VAL:HB 2:M:111:TYR:CE2 2.30 0.65
2:S:109:HIS:HA 3:T:93:TYR:CG 2.32 0.65
2:W:16:ALA:O 2:W:86:LEU:HG 1.96 0.65
2:W:148: THR:HA 2:W:199:SER:H 1.61 0.65
3:V:6:GLN:HG2 3:V:7:PRO:HD2 1.76 0.65
1:A:73:ASP:OD1 1:A:74:PRO:HD2 1.95 0.65
1:D:369:SER:HB3 1:D:447:LEU:HD13 1.78 0.65
1:E:331:LEU:HD13 1:E:331:LEU:N 2.11 0.65
2:3:148: THR:HA 2:3:199:SER:H 1.61 0.65
3:8:15:GLY:HA2 3:8:79:GLY:HA2 1.79 0.65
1:A:331:LEU:HD13 1:A:331:LEU:N 2.10 0.65
1:D:384:VAL:HG13 | 1:D:428:LEU:HD21 1.76 0.65
1:H:331:LEU:HD22 1:H:331:LEU:N 2.06 0.65
1:H:331:LEU:HD13 1:H:331:LEU:N 2.11 0.65
1:L:271:ASP:0OD2 2:9:103:ARG:HB2 1.96 0.65
2:Y:6:GLN:HB3 2:Y:120: THR:HG23 1.78 0.65
3:R:93:TYR:CD1 3:R:100:SER:HB3 2.32 0.65
1:A:413:VAL:HG21 | 1:C:409:LEU:HD11 1.77 0.65
1:E:293:PRO:HB3 1:E:385:ILE:HD13 1.78 0.65
1:F:57:ARG:O 1:F:85:ASP:HB2 1.96 0.65
1:G:177:LEU:HB2 1:G:260:MET:SD 2.36 0.65
1:L:222:TRP:CZ3 1:L:225:GLY:HA2 2.32 0.65
2:M:100:GLU:HG2 2:M:110:TYR:OH 1.96 0.65
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Atom-1 Atom-2 distance (A) overlap (A)
2:0:138:ALA:HB1 2:0:139:PRO:HD2 1.76 0.65
2:Q:179:PHE:HB3 3:R:180:SER:OG 1.96 0.65
2:5:108:PHE:HB2 2:5:111:TYR:CE2 2.31 0.65
2:7:40:ALA:HB3 2:7:43:GLN:HB3 1.79 0.65
3:6:11:SER:HB3 3:6:111:LEU:CD1 2.25 0.65
1:A:353:PHE:HE1 1:A:366:ASP:HB2 1.61 0.65
1:B:331:LEU:HD13 1:B:331:LEU:N 2.12 0.65
1:C:384:VAL:HG12 1:C:385:ILE:N 2.12 0.65
1:G:29:ILE:O 1:H:380:LYS:HG2 1.96 0.65
1:1:457:GLU:HG3 1:1:499:ARG:HH12 1.61 0.65
1:K:192:THR:HA 1:K:196:VAL:O 1.95 0.65
2:5:139:PRO:HD3 2:5:151:LEU:HG 1.77 0.65
2:3:100:GLU:HG2 2:3:110:TYR:OH 1.96 0.65
2:5:165:VAL:HG12 2:5:211:VAL:HG22 1.76 0.65
1:B:108:LEU:O 1:B:111:LEU:HG 1.96 0.65
1:G:402:VAL:HA 1:G:407:GLN:HE22 1.60 0.65
1:J:384:VAL:CG1 1:J:428.LEU:HD21 2.26 0.65
1:J:461:ASP:0D2 1:K:453:ARG:HG2 1.97 0.65
1:K:37:THR:HG22 1:K:322: ASN:HB2 1.78 0.65
1:L:187:THR:HB 1:L:189:GLN:NE2 2.06 0.65
2:Q:148:THR:HA 2:Q:199:SER:H 1.62 0.65
2:S:138:ALA:HB1 2:S5:139:PRO:HD2 1.77 0.65
2:U:17:SER:HB3 2:U:84:LYS:HA 1.77 0.65
2:1:176:VAL:HG22 2:1:195:VAL:HG22 1.78 0.65
2:9:165:VAL:HG12 2:9:211:VAL:HG22 1.79 0.65
3:V:167:THR:HG23 3:V:180:SER:H 1.62 0.65
3:4:7:PRO:O 3:4:106: THR:HG22 1.96 0.65
1:G:384:VAL:CG1 1:G:428:LEU:HD21 2.27 0.65
1:1:331:LEU:HD22 1:1:331:LEU:N 2.07 0.65
1:J:383:ARG:NH1 1:L:27:LYS:HD3 2.12 0.65
2:5:40:ALA:HB3 2:5:43:GLN:HB3 1.79 0.65
2:U:99:VAL:HB 2:U:111:TYR:CE2 2.31 0.65
2:W:165:VAL:HG12 | 2:W:211:VAL:HG22 1.79 0.65
2:W:166:SER:OG 2:W:210:ASN:HB2 1.95 0.65
2:5:100:GLU:H 2:5:111:TYR:CB 2.08 0.65
3:0:167:THR:O 3:0:179:ALA:HB1 1.96 0.65
1:A:37: THR:HG22 1:A:322:ASN:HB2 1.79 0.65
1:D:73:ASP:0OD1 1:D:74:PRO:HD2 1.96 0.65
1:D:384:VAL:HG12 1:D:385:ILE:N 2.12 0.65
1:H:222: TRP:CZ3 1:H:225:GLY:HA2 2.31 0.65
1:1:331:LEU:N 1:1:331:LEU:HD13 2.11 0.65
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:353:PHE:HE1 1:1:366:ASP:HB2 1.62 0.65
1:K:331:LEU:HD13 1:K:331:LEU:N 2.11 0.65
1:1:384:VAL:HG12 1:L:385:ILE:N 2.12 0.65
2:0:40:ALA:HB3 2:0:43:GLN:HB3 1.79 0.65
2:0:165:VAL:HG12 | 2:0:211:VAL:HG22 1.79 0.65
2:Y:180:PRO:HG2 3:7:170:SER:OG 1.97 0.65
3:8:161:LYS:HA 3:8:164:VAL:HG21 1.79 0.65
1:A:37:THR:HG23 1:A:320:MET:O 1.97 0.65
1:A:272: ALA:HA 2:M:105:VAL:CG2 2.27 0.65
1:A:457:GLU:HG3 1:A:499:ARG:HH12 1.62 0.65
1:C:234:TRP:HE3 1:C:234: TRP:H 1.45 0.65
1:D:331:LEU:N 1:D:331:LEU:HD13 2.11 0.65
1:G:278:ILE:HD13 3:P:204:GLY:CA 2.27 0.65
2:M:40:ALA:HB3 2:M:43:GLN:HB3 1.79 0.65
2:M:148: THR:HA 2:M:199:SER:H 1.62 0.65
2:5:165:VAL:HG12 2:S5:211:VAL:HG22 1.79 0.65
2:W:176:VAL:HG22 | 2:W:195:VAL:HG22 1.78 0.65
2:3:39:GLN:HG2 2:3:45:LEU:HD22 1.79 0.65
3:7:93:TYR:CD1 3:7:100:SER:HB3 2.31 0.65
1:1:384:VAL:HG12 1:1:385:ILE:N 2.11 0.64
1:K:384:VAL:CG1 1:K:428:LEU:HD21 2.27 0.64
2:Q:166:SER:OG 2:(Q:210:ASN:HB2 1.96 0.64
2:U:51:1LE:HD13 2:U:52:ASN:N 2.07 0.64
2:1:148: THR:HA 2:1:199:SER:H 1.60 0.64
2:3:99:VAL:HB 2:3:111:TYR:CE2 2.32 0.64
2:5:179:PHE:HB3 3:6:180:SER:OG 1.96 0.64
3:P:167:.THR:HG23 3:P:180:SER:H 1.62 0.64
1:A:222: TRP:CZ3 1:A:225:GLY:HA2 2.31 0.64
1:E:346:MET:HA 1:E:363:GLN:HE22 1.62 0.64
1:F:222: TRP:CZ3 1:F:225:GLY:HA2 2.32 0.64
1:K:272:ALA:HA 2:7:105:VAL:HG22 1.79 0.64
2:0:16:ALA:O 2:0:86:LEU:HG 1.97 0.64
2:U:148: THR:HA 2:U:199:SER:H 1.61 0.64
2:1:40:ALA:HB3 2:1:43:GLN:HB3 1.80 0.64
2:9:166:SER:OG 2:9:210:ASN:HB2 1.98 0.64
1:B:457:GLU:HG3 1:B:499:ARG:HH12 1.61 0.64
1:D:27:LYS:HZ3 1:E:383:ARG:HD3 1.62 0.64
2:5:16:ALA:O 2:5:86:LEU:HG 1.98 0.64
1:A:57:ARG:O 1:A:85:ASP:HB2 1.96 0.64
1:G:208:ARG:NH1 1:G:238:LYS:HD2 2.12 0.64
2:0:100:GLU:HG2 2:0:110:TYR:OH 1.95 0.64
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2:Q:6:GLN:HE21 2:Q:117:GLY:HA3 1.62 0.64
2:Q:99:VAL:HB 2:Q:111:TYR:CE2 2.32 0.64
2:5:166:SER:OG 2:5:210:ASN:HB2 1.98 0.64
2:9:40:ALA:HB3 2:9:43:GLN:HB3 1.79 0.64
3:P:29:ILE:HG21 3:P:71: THR:HG22 1.79 0.64
1:A:384:VAL:HG12 1:A:385:ILE:N 2.11 0.64
1:B:384:VAL:HG12 1:B:385:ILE:N 2.13 0.64
1:C:425:ALA:O 1:C:429:VAL:HG23 1.98 0.64
2:M:16:ALA:O 2:M:86:LEU:HG 1.96 0.64
2:5:92:ALA:0O 2:5:122:VAL:HG22 1.97 0.64
3:R:167:THR:O 3:R:179:ALA:HB1 1.98 0.64
3:V:93:TYR:CD1 3:V:100:SER:HB3 2.32 0.64
3:7:161:LYS:HA 3:7:164:VAL:HG21 1.80 0.64
3:4:161:LYS:HA 3:4:164:VAL:HG21 1.80 0.64
3:4:167:- THR:HG23 3:4:180:SER:H 1.62 0.64
1:A:53:ASN:ND2 1:A:276: THR:HA 2.13 0.64
1:B:384:VAL:CG1 1:B:428:LEU:HD21 2.27 0.64
1:L:272:ALA:HA 2:9:105:VAL:HG22 1.80 0.64
2:S:16:ALA:O 2:5:86:LEU:HG 1.97 0.64
2:Y:40:ALA:HB3 2:Y:43:GLN:HB3 1.79 0.64
2:9:148: THR:HA 2:9:199:SER:H 1.61 0.64
3:X:161:LYS:HA 3:X:164:VAL:HG21 1.80 0.64
3:72:167:THR:O 3:7:179:ALA:HB1 1.98 0.64
3:0:161:LYS:HA 3:0:164:VAL:HG21 1.79 0.64
1:A:63:ASP:HA 1:A:93:ALA:HA 1.80 0.64
1:C:102: VAL:HG22 1:C:232:ILE:HB 1.79 0.64
1:H:353:PHE:HE1 1:H:366:ASP:HB2 1.63 0.64
2:W:108:PHE:HB2 2:W:111:TYR:CE2 2.32 0.64
2:1:99:VAL:HB 2:1:111:TYR:CE2 2.33 0.64
3:2:167:THR:O 3:2:179:ALA:HB1 1.96 0.64
3:0:15:GLY:HA2 3:0:79:GLY:HA2 1.79 0.64
1:B:53:ASN:ND2 1:B:276: THR:HA 2.12 0.64
1:B:57:ARG:O 1:B:85:ASP:HB2 1.97 0.64
1:C:222: TRP:CZ3 1:C:225:GLY:HA2 2.32 0.64
1:D:216:ASN:HB3 1:E:212:THR:HG21 1.80 0.64
1:G:384:VAL:HG12 1:G:385:ILE:N 2.11 0.64
1:H:53:ASN:ND2 1:H:276: THR:HA 2.12 0.64
1:H:189:GLN:NE2 1:H:189:GLN:H 1.95 0.64
2:S5:17:SER:HB3 2:S:84:LYS:HA 1.80 0.64
2:3:100:GLU:H 2:3:111:TYR:CB 2.08 0.64
2:5:136:PRO:HD3 2:5:222:LYS:HG2 1.79 0.64
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:7:176:VAL:HG22 2:7:195:VAL:HG22 1.79 0.64
2:9:87:ARG:HB2 2:9:90:ASP:0D2 1.98 0.64
3:P:161:LYS:HA 3:P:164:VAL:HG21 1.79 0.64
3:T:167:- THR:O 3:T:179:ALA:HB1 1.98 0.64
3:T:167:-THR:HG23 3:T:180:SER:H 1.61 0.64
1:F:376:GLN:CB 1:F:439:LEU:HD11 2.28 0.64
1:F:384:VAL:HG13 1:F:428:LEU:HD21 1.80 0.64
1:K:327:GLN:HG3 1:K:329:ARG:HE 1.63 0.64
1:L:72:GLY:HA3 1:1:149:SER:OG 1.97 0.64
2:S5:148:THR:HA 2:5:199:SER:H 1.62 0.64
2:3:10:GLU:O 2:3:122:VAL:HA 1.98 0.64
3:2:15:GLY:HA2 3:2:79:GLY:HA2 1.79 0.64
1:E:53:ASN:ND2 1:E:276:THR:HA 2.13 0.64
1:E:425:ALA:O 1:E:429:VAL:HG23 1.98 0.64
1:F:384:VAL:HG12 1:F:385:ILE:N 2.13 0.64
1:J:331:LEU:HD22 1:J:331:LEU:N 2.08 0.64
2:Q:100:GLU:H 2:Q:111:TYR:CB 2.09 0.64
2:U:139:PRO:HD3 2:U:151:LEU:HG 1.79 0.64
2:7:33:GLY:HA3 2:7:99:VAL:CG2 2.25 0.64
3:V:167:THR:O 3:V:179:ALA:HB1 1.98 0.64
3:7:15:GLY:HA2 3:7:79:GLY:HA2 1.80 0.64
3:0:7:PRO:HG2 3:0:106: THR:HG22 1.80 0.64
1:C:42:LEU:HD11 1:C:316:LEU:HB2 1.80 0.63
1:D:353:PHE:HE1 1:D:366:ASP:HB2 1.63 0.63
1:E:111:LEU:HD12 1:E:112:VAL:N 2.13 0.63
1:F:72:GLY:HA3 1:F:149:SER:OG 1.97 0.63
1:G:63:ASP:HA 1:G:93:ALA:HA 1.80 0.63
1:G:327:GLN:HG3 1:G:329:ARG:HE 1.63 0.63
1:H:234:TRP:HE3 1:H:234:TRP:H 1.45 0.63
1:I:57:ARG:O 1:1:85:ASP:HB2 1.97 0.63
2:0:130:LYS:NZ 2:W:130:LYS:HD3 2.13 0.63
2:Y:11:VAL:HG22 2:Y:123:THR:OG1 1.98 0.63
2:Y:166:SER:OG 2:Y:210:ASN:HB2 1.98 0.63
2:1:91: THR:O0G1 2:1:123: THR:HA 1.98 0.63
2:1:136:PRO:HD3 2:1:222:LYS:HG2 1.80 0.63
2:5:166:SER:OG 2:5:210:ASN:HB2 1.98 0.63
2:7:166:SER:OG 2:7:210:ASN:HB2 1.98 0.63
3:N:29:ILE:HG21 3:N:71:THR:HG22 1.81 0.63
3:T:11:SER:HB3 3:T:111:LEU:CD1 2.28 0.63
1:H:108:LEU:O 1:H:111:.LEU:HG 1.97 0.63
1:K:57:ARG:O 1:K:85:ASP:HB2 1.96 0.63
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Atom-1 Atom-2 distance (A) overlap (A)

2:M:166:SER:OG 2:M:210:ASN:HB2 1.99 0.63
2:5:40:ALA:HB3 2:5:43:GLN:HB3 1.80 0.63
3:N:15:GLY:HA2 3:N:79:GLY:HA2 1.80 0.63
3:2:7:PRO:HG2 3:7Z:106: THR:HG22 1.80 0.63
1:C:353:PHE:HE1 1:C:366:ASP:HB2 1.63 0.63
1:C:384:VAL:CG1 1:C:428.LEU:HD21 2.27 0.63
1:D:37:THR:HG22 1:D:322:ASN:HB2 1.80 0.63
1:1:384:VAL:CG1 1:1:428.LEU:HD21 2.29 0.63
1:J:37:THR:HG22 1:J:322:ASN:HB2 1.80 0.63
2:9:91:THR:OG1 2:9:123: THR:HA 1.98 0.63
3:P:15:GLY:HA2 3:P:79:GLY:HA2 1.80 0.63
3:R:7:PRO:HG2 3:R:106: THR:HG22 1.80 0.63
3:8:7:PRO:HG2 3:8:106: THR:HG22 1.80 0.63
3:8:167: THR:O 3:8:179:ALA:HB1 1.98 0.63
1:B:331:LEU:HD22 1:B:331:LEU:N 2.06 0.63
1:F:189:GLN:NE2 1:F:189:GLN:H 1.96 0.63
1:K:73:ASP:OD1 1:K:74:PRO:HD2 1.99 0.63
2:0:148: THR:HA 2:0:199:SER:H 1.61 0.63
2:U:184:GLN:HG2 3:V:165:GLU:OE1 1.98 0.63
2:3:6:GLN:OE1 2:3:120: THR:HG23 1.97 0.63
2:9:176:VAL:HG22 2:9:195:VAL:HG22 1.78 0.63
1:C:53:ASN:ND2 1:C:276: THR:HA 2.12 0.63
1:H:430:ALA:HB2 1:1:383:ARG:HH21 1.63 0.63
1:1:295:GLN:NE2 1:L:308:TYR:HB2 2.13 0.63
2:U:16:ALA:O 2:U:86:LEU:HG 1.97 0.63
2:Y:136:PRO:HD3 2:Y:222:LYS:HG2 1.81 0.63
2:3:40:ALA:HB3 2:3:43:GLN:HB3 1.80 0.63
3:N:161:LYS:HA 3:N:164:VAL:HG21 1.80 0.63
3:X:93:TYR:CD1 3:X:100:SER:HB3 2.33 0.63
1:D:177:LEU:HB2 1:D:260:-MET:SD 2.39 0.63
1:F:384:VAL:CG1 1:F:428.LEU:HD21 2.29 0.63
2:W:135:PHE:HB3 3:X:126:SER:OG 1.98 0.63
3:4:167:-THR:O 3:4:179:ALA:HB1 1.99 0.63
3:8:7:PRO:O 3:8:106: THR:HG22 1.98 0.63
1:A:60:ASP:0OD2 1:A:274:ILE:HD11 1.99 0.63
1:A:383:ARG:CZ 1:C:27:LYS:HD3 2.29 0.63
1:H:208:ARG:NH1 1:H:238:LYS:HD2 2.14 0.63
1:J:208:ARG:NH1 1:J:238:LYS:HD2 2.13 0.63
1:K:42:LEU:HD11 1:K:316:LEU:HB2 1.80 0.63
1:L:37:THR:HG22 1:1.:322:ASN:HB2 1.81 0.63
2:Y:11:VAL:HG13 2:Y:123:THR:HB 1.81 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
3:72:7:PRO:O 3:7:106: THR:HG22 1.98 0.63
3:8:93: TYR:CD1 3:8:100:SER:HB3 2.34 0.63
1:D:222: TRP:CZ3 1:D:225:GLY:HA2 2.34 0.63
1:G:337:GLY:N 1:G:466:CYS:SG 2.71 0.63
1:H:37:THR:HG22 1:H:322:ASN:HB2 1.78 0.63
1:K:425:ALA:O 1:K:429:VAL:HG23 1.99 0.63
2:5:33:GLY:CA 2:5:99:VAL:HG22 2.24 0.63
2:5:148: THR:HA 2:5:199:SER:H 1.62 0.63
2:7:136:PRO:HD3 2:7:222:LYS:HG2 1.81 0.63
2:7:180:PRO:HG2 3:8:170:SER:OG 1.99 0.63
2:9:33:GLY:CA 2:9:99:VAL:HG22 2.23 0.63
2:9:39:GLN:HG2 2:9:45:LEU:HD22 1.81 0.63
3:P:7:PRO:HG2 3:P:106: THR:HG22 1.79 0.63
3:T:93:TYR:CD1 3:T:100:SER:HB3 2.34 0.63
3:4:29:1LE:HG21 3:4:71: THR:HG22 1.79 0.63
3:6:161:LYS:HA 3:6:164:VAL:HG21 1.81 0.63
1:A:425:ALA:O 1:A:429:VAL:HG23 1.99 0.63
1:B:189:GLN:NE2 1:B:189:GLN:H 1.96 0.63
1:E:73:ASP:0OD1 1:E:74:PRO:HD2 1.99 0.63
1:K:353:PHE:HE1 1:K:366:ASP:HB2 1.64 0.63
2:S:154:LEU:HD21 | 3:T:136:THR:HG21 1.79 0.63
2:Y:91: THR:HB 2:Y:124:VAL:HG23 1.80 0.63
2:7:109:HIS:HA 3:8:93: TYR:CG 2.33 0.63
3:N:7:PRO:HG2 3:N:106: THR:HG22 1.81 0.63
3:X:15:GLY:HA2 3:X:79:GLY:HA2 1.80 0.63
1:A:293:PRO:HB3 1:A:385:ILE:HD13 1.81 0.62
1:E:404:GLY:HA3 1:F:107:SER:HB2 1.81 0.62
1:J:369:SER:HB3 1:J:447:LEU:HD13 1.81 0.62
2:Q:40:ALA:HB3 2:QQ:43:GLN:HB3 1.80 0.62
2:U:6:GLN:HB3 2:U:120: THR:CG2 2.29 0.62
2:U:91:THR:CB 2:U:124:VAL:H 2.06 0.62
2:5:39:GLN:HG2 2:5:45:LEU:HD22 1.80 0.62
3:N:93:TYR:CD1 3:N:100:SER:HB3 2.34 0.62
3:N:167:THR:O 3:N:179:ALA:HB1 1.99 0.62
3:N:167:THR:HG23 3:N:180:SER:H 1.63 0.62
3:V:15:GLY:HA2 3:V:79:GLY:HA2 1.81 0.62
3:V:161:LYS:HA 3:V:164:VAL:HG21 1.81 0.62
3:X:7:PRO:HG2 3:X:106:THR:HG22 1.81 0.62
3:4:15:GLY:HA2 3:4:79:GLY:HA2 1.79 0.62
1:C:37:THR:HG23 1:C:320:MET:O 1.98 0.62
1:G:73:ASP:0OD1 1:G:74:PRO:HD2 1.99 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
1:G:380:LYS:NZ 1:G:384:VAL:HG23 2.14 0.62
1:L:73:ASP:OD1 1:L:74:PRO:HD2 1.99 0.62
2:0:22:CYS:HB2 2:0:36: TRP:CH2 2.34 0.62
2:Q:7:SER:O 2:Q:120: THR:HG22 1.99 0.62
2:QQ:136:PRO:HD3 2:Q:222:LYS:HG2 1.81 0.62
2:Y:99:VAL:HB 2:Y:111:TYR:CZ 2.34 0.62
3:P:7:PRO:O 3:P:106: THR:HG22 1.99 0.62
3:T:7:PRO:HG2 3:T:106: THR:HG22 1.80 0.62
3:2:7:PRO:O 3:2:106: THR:HG22 1.98 0.62
3:4:7:PRO:HG2 3:4:106: THR:HG22 1.81 0.62
3:6:93: TYR:CD1 3:6:100:SER:HB3 2.34 0.62
1:A:72:GLY:HA3 1:A:149:SER:OG 1.98 0.62
1:A:316:LEU:HD12 1:A:317:ALA:N 2.14 0.62
1:B:37: THR:HG22 1:B:322:ASN:HB2 1.80 0.62
1:D:37:THR:HG23 1:D:320:MET:O 1.99 0.62
1:E:376:GLN:CB 1:E:439:LEU:HD11 2.29 0.62
1:G:331:LEU:N 1:G:331:LEU:HD13 2.14 0.62
1:K:60:ASP:0D2 1:K:274:ILE:HD11 1.99 0.62
2:Q:113:MET:HG3 3:R:38:TYR:OH 2.00 0.62
2:S:87:ARG:HB2 2:S5:90:ASP:0D2 2.00 0.62
2:W:136:PRO:0O 3:X:126:SER:HB3 1.99 0.62
2:3:16:ALA:O 2:3:86:LEU:HG 1.98 0.62
2:3:111:TYR:CD1 2:3:111:TYR:C 2.73 0.62
2:5:6:GLN:HB2 2:5:118:GLN:OE1 1.99 0.62
3:V:7:PRO:O 3:V:106:THR:HG22 1.99 0.62
3:2:7:PRO:HG2 3:2:106: THR:HG22 1.81 0.62
3:6:15:GLY:HA2 3:6:79:GLY:HA2 1.80 0.62
1:E:316:LEU:HD12 1:E:317:ALA:N 2.14 0.62
1:J:380:LYS:NZ 1:J:384:VAL:HG23 2.15 0.62
1:L:327:GLN:HG3 1:1:329:ARG:HE 1.63 0.62
2:Q:109:HIS:HA 3:R:93:TYR:CD1 2.35 0.62
2:Y:87:ARG:HB2 2:Y:90:ASP:0D2 1.99 0.62
2:Y:100:GLU:HB3 2:Y:110:TYR:CE2 2.35 0.62
2:1:100:GLU:H 2:1:111:TYR:CB 2.08 0.62
2:3:136:PRO:HD3 2:3:222:LYS:HG2 1.79 0.62
3:R:29:ILE:HG21 3:R:71:THR:HG22 1.81 0.62
1:C:331:LEU:HD22 1:C:331:LEU:N 2.09 0.62
1:E:384:VAL:CG1 1:E:428:LEU:HD21 2.28 0.62
1:F:191:GLN:NE2 1:F:217:ILE:HD11 2.13 0.62
1:G:222:TRP:CZ3 1:G:225:GLY:HA2 2.35 0.62
1:I:37: THR:HG22 1:1:322: ASN:HB2 1.80 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
2:0:6:GLN:HB3 2:0:120: THR:CG2 2.27 0.62
2:W:105:VAL:O 2:W:106:MET:HB3 2.00 0.62
3:P:167:-THR:O 3:P:179:ALA:HB1 1.99 0.62
3:V:17:ARG:HH21 3:V:78:THR:CG2 2.13 0.62
3:X:29:ILE:HG21 3:X:71:THR:HG22 1.81 0.62
1:E:63:ASP:HA 1:E:93:ALA:HA 1.80 0.62
1:F:87:PHE:O 1:F:2671ILE:HG13 2.00 0.62
1:I:37: THR:HG23 1:1:320:MET:O 1.99 0.62
2:Y:109:HIS:HA 3:2:93:TYR:CG 2.34 0.62
1:B:331:LEU:H 1:B:331:LEU:CD2 2.00 0.62
1:C:457:GLU:HG3 1:C:499:ARG:HH12 1.64 0.62
1:D:384:VAL:CG1 1:D:428:LEU:HD21 2.29 0.62
1:I:87:PHE:O 1:1:267:ILE:HG13 2.00 0.62
1:1:222: TRP:CZ3 1:1:225:GLY:HA2 2.35 0.62
1:1:425:ALA:O 1:1:429:VAL:HG23 2.00 0.62
2:U:136:PRO:HD3 2:U:222:LYS:HG2 1.80 0.62
2:U:163:VAL:HB 2:U:213:HIS:ND1 2.15 0.62
2:W:6:GLN:OE1 2:W:120: THR:HG23 1.99 0.62
2:3:163:VAL:HB 2:3:213:HIS:ND1 2.15 0.62
2:5:87:ARG:HB2 2:5:90:ASP:0OD2 1.99 0.62
2:7:16:ALA:O 2:7:86:LEU:HG 2.00 0.62
3:R:161:LYS:HA 3:R:164:VAL:HG21 1.81 0.62
3:6:7:PRO:HG2 3:6:106: THR:HG22 1.81 0.62
1:B:401:GLU:HG3 1:C:238:LYS:HE2 1.82 0.62
1:F:369:SER:HB3 1:F:447.LEU:HD13 1.81 0.62
1:K:189:GLN:NE2 1:K:189:GLN:H 1.98 0.62
2:M:87:ARG:HB2 2:M:90:ASP:0OD2 2.00 0.62
2:M:105:VAL:O 2:M:106:MET:HB3 2.00 0.62
2:W:136:PRO:HD3 2:W:222:LYS:HG2 1.82 0.62
3:6:29:ILE:HG21 3:6:71: THR:HG22 1.81 0.62
1:A:111:LEU:HD12 1:A:112:VAL:N 2.15 0.62
1:D:457:GLU:HG3 | 1:D:499:ARG:HH12 1.64 0.62
1:F:63:ASP:HA 1:F:93:ALA:HA 1.82 0.62
1:H:63:ASP:HA 1:H:93:ALA:HA 1.82 0.62
2:S5:163:VAL:HB 2:S:213:HIS:ND1 2.14 0.62
3:X:7:PRO:O 3:X:106:THR:HG22 2.00 0.62
3:2:29:ILE:HG21 3:2:71: THR:HG22 1.82 0.62
3:0:7:PRO:O 3:0:106: THR:HG22 2.00 0.62
1:B:73:ASP:0OD1 1:B:74:PRO:HD2 1.99 0.62
1:E:384:VAL:HG13 1:E:428:LEU:HD21 1.82 0.62
2:0:136:PRO:HD3 2:0:222:LYS:HG2 1.82 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
2:S5:136:PRO:HD3 2:5:222:LYS:HG2 1.80 0.62
2:W:100:GLU:HB3 | 2:W:110:TYR:CE2 2.35 0.62
2:W:148: THR:HG22 | 2:W:198:PRO:HA 1.82 0.62
3:T:29:ILE:HG21 3:T:71:THR:HG22 1.80 0.62
3:6:130:LEU:HD21 3:6:135:ALA:HB2 1.82 0.62
1:A:383:ARG:HD3 1:C:27:LYS:NZ 2.14 0.61
1:1:327:GLN:HG3 1:1:329:ARG:HE 1.65 0.61
2:M:136:PRO:HD3 2:M:222:LYS:HG2 1.81 0.61
2:S5:100:GLU:H 2:S:111:TYR:CB 2.10 0.61
2:U:87:ARG:HB2 2:U:90:ASP:0D2 1.99 0.61
2:5:105:VAL:O 2:5:106:MET:HB3 2.00 0.61
3:T:161:LYS:HA 3:T:164:VAL:HG21 1.80 0.61
1:H:27:LYS:HD3 1:1:383:ARG:NH1 2.15 0.61
1:J:457:GLU:HG3 1:J:499:ARG:HH12 1.64 0.61
2:Q:33:GLY:HA3 2:Q:99:VAL:CG2 2.25 0.61
2:1:94:TYR:HE2 2:1:122:VAL:HG21 1.65 0.61
3:V:7:PRO:HG2 3:V:106: THR:HG22 1.81 0.61
3:6:11:SER:HB3 3:6:111:LEU:HD11 1.82 0.61
1:C:37:THR:HG22 1:C:322:ASN:HB2 1.80 0.61
1:1:189:GLN:NE2 1:1:189:GLN:H 1.98 0.61
1:K:222:TRP:CZ3 1:K:225:GLY:HA2 2.35 0.61
1:K:272:ALA:HA 2:7:105:VAL:CG2 2.30 0.61
2:U:179:PHE:CD2 3:V:140:LEU:HB3 2.35 0.61
2:Y:22:CYS:HB2 2:Y:36:TRP:CH2 2.36 0.61
2:3:22:CYS:HB2 2:3:36: TRP:CH2 2.35 0.61
3:6:7:PRO:O 3:6:106: THR:HG22 2.00 0.61
1:A:380:LYS:HG2 1:C:29:ILE:O 2.00 0.61
1:F:327:GLN:HG3 1:F:329:ARG:HE 1.64 0.61
1:K:376:GLN:CB 1:K:439:LEU:HD11 2.31 0.61
1:1:326:LYS:HB3 1:1:328: THR:CG2 2.29 0.61
2:Y:7:SER:HB3 2:Y:21:SER:OG 2.00 0.61
2:Y:39:GLN:HG2 2:Y:45:LEU:HD22 1.82 0.61
2:3:108:PHE:HB2 2:3:111:TYR:CE2 2.36 0.61
2:9:91:THR:HB 2:9:124:VAL:N 2.12 0.61
2:9:136:PRO:HD3 2:9:222:LYS:HG2 1.82 0.61
1:A:189:GLN:NE2 1:A:189:GLN:H 1.99 0.61
1:E:177.-LEU:HB2 1:E:260:-MET:SD 2.39 0.61
1:G:72:GLY:HA3 1:G:149:SER:OG 2.00 0.61
1:G:425:ALA:O 1:G:429:VAL:HG23 2.01 0.61
1:1L:376:GLN:CB 1:1:439:LEU:HD11 2.30 0.61
2:0:130:LYS:HZ3 2:W:130:LYS:HD3 1.66 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
3:0:29:ILE:HG21 3:0:71:THR:HG22 1.81 0.61
1:A:407:GLN:HG2 1:A:411:LYS:HE3 1.83 0.61
1:E:463:GLY:O 1:F:453:ARG:HD3 2.01 0.61
1:F:189:GLN:H 1:F:189:GLN:CD 2.03 0.61
1:H:189:GLN:H 1:H:189:GLN:CD 2.03 0.61
1:K:384:VAL:HG12 1:K:385:ILE:N 2.14 0.61
2:U:105:VAL:O 2:U:106:MET:HB3 2.01 0.61
2:1:181:ALA:HB2 2:1:191:LEU:HB3 1.83 0.61
2:5:218: THR:HG22 | 2:5:220:VAL:HG23 1.82 0.61
3:R:130:LEU:HD21 3:R:135:ALA:HB2 1.83 0.61
3:T:15:GLY:HA2 3:T:79:GLY:HA2 1.80 0.61
1:D:251:LEU:HD12 1:D:252:ILE:H 1.64 0.61
1:F:73:ASP:OD1 1:F:74:PRO:HD2 2.00 0.61
1:H:14:CYS:SG 1:H:335:1LE:HG23 2.41 0.61
1:J:63:ASP:HA 1:J:93:ALA:HA 1.83 0.61
1:K:87:PHE:O 1:K:267:ILE:HG13 2.01 0.61
2:U:52:ASN:ND2 2:U:102:VAL:HA 2.15 0.61
2:U:99:VAL:HB 2:U:111:TYR:CZ 2.36 0.61
2:U:112:PRO:HB2 3:V:51:SER:HB2 1.83 0.61
2:Y:218:THR:HG22 | 2:Y:220:VAL:HG23 1.83 0.61
2:1:87:ARG:HB2 2:1:90:ASP:0OD2 2.00 0.61
3:X:130:LEU:HD21 3:X:135:ALA:HB2 1.83 0.61
1:B:63:ASP:HA 1:B:93:ALA:HA 1.81 0.61
1:E:189:GLN:NE2 1:E:189:GLN:H 1.99 0.61
1:G:189:GLN:NE2 1:G:189:GLN:H 1.97 0.61
1:J:72:GLY:HA3 1:J:149:SER:OG 2.00 0.61
1:J:189:GLN:NE2 1:J:189:GLN:H 1.98 0.61
2:0:39:GLN:HG2 2:0:45:LEU:HD22 1.82 0.61
2:0:99:VAL:HB 2:0:111:TYR:CZ 2.36 0.61
2:W:39:GLN:HG2 2:W:45:LEU:HD22 1.83 0.61
2:W:218: THR:HG22 | 2:W:220:VAL:HG23 1.82 0.61
2:Y:105:VAL:O 2:Y:106:MET:HB3 2.01 0.61
1:B:84: TRP:CE2 1:B:116:GLY:HA2 2.36 0.61
1:B:189:GLN:H 1:B:189:GLN:CD 2.04 0.61
1:C:73:ASP:OD1 1:C:74:PRO:HD2 1.99 0.61
1:H:73:ASP:OD1 1:H:74:PRO:HD2 2.01 0.61
1:K:380:LYS:NZ 1:K:384:VAL:HG23 2.16 0.61
2:0:94: TYR:HE2 2:0:122:VAL:HG21 1.66 0.61
2:Y:148: THR:HG22 2:Y:198:PRO:HA 1.83 0.61
2:3:112:PRO:HB2 3:4:51:SER:HB2 1.82 0.61
2:7:98:ARG:O 2:7:113:MET:HA 2.01 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
2:9:22:CYS:HB2 2:9:36: TRP:CH2 2.35 0.61
3:P:130:LEU:HD21 3:P:135:ALA:HB2 1.82 0.61
3:2:113:GLN:HG3 3:2:175:ASN:ND2 2.16 0.61
1:B:27:LYS:HD3 1:C:383:ARG:CZ 2.31 0.61
1:B:337:GLY:N 1:B:466:CYS:SG 2.74 0.61
1:D:326:LYS:HB3 1:D:328: THR:CG2 2.31 0.61
1:D:331:LEU:H 1:D:331:LEU:CD2 2.00 0.61
1:F:17:HIS:HB2 1:F:320:MET:HE1 1.83 0.61
1:H:60:ASP:0OD2 1:H:274:.1LE:HD11 2.00 0.61
1:J:453:ARG:HD3 1:1:463:GLY:HA2 1.82 0.61
1:K:337:GLY:N 1:K:466:CYS:SG 2.74 0.61
1:L:369:SER:HB3 1:1:447:LEU:HD13 1.82 0.61
2:M:38:ARG:HD2 2:M:46:GLU:OE1 2.01 0.61
3:V:29:ILE:HG21 3:V:71:.THR:HG22 1.83 0.61
1:D:337:GLY:N 1:D:466:CYS:SG 2.74 0.60
1:F:148:PHE:HB2 1:F:151:LEU:HB2 1.83 0.60
1:F:312:ASN:OD1 1:F:313: THR:HG22 2.01 0.60
1:H:29:ILE:O 1:1:380:LYS:HG2 2.00 0.60
1:1:376:GLN:CB 1:1:439:LEU:HD11 2.30 0.60
1:1:384:VAL:HG13 1:1:428:LEU:HD21 1.82 0.60
1:L:120:PHE:CD2 1:L:150:ARG:HD2 2.36 0.60
2:Q:22:CYS:HB2 2:QQ:36: TRP:CH2 2.35 0.60
2:3:7:SER:HB3 2:3:21:SER:OG 2.01 0.60
2:9:100:GLU:N 2:9:111:TYR:HB2 2.11 0.60
1:B:234: TRP:HE3 1:B:234: TRP:H 1.47 0.60
1:C:189:GLN:NE2 1:C:189:GLN:H 1.99 0.60
1:D:221:PRO:HD3 1:E:244:VAL:HB 1.83 0.60
1:E:353:PHE:HE1 1:E:366:ASP:HB2 1.65 0.60
1:J:210:GLN:NE2 1:L:220:ARG:NE 2.48 0.60
2:M:163:VAL:HB 2:M:213:HIS:ND1 2.17 0.60
2:5:148: THR:HG22 2:5:198:PRO:HA 1.83 0.60
2:1:163:VAL:HB 2:1:213:HIS:ND1 2.16 0.60
2:3:105:VAL:O 2:3:106:MET:HB3 2.00 0.60
3:P:191:LYS:N 3:P:191:LYS:HD2 2.16 0.60
3:R:7:PRO:O 3:R:106: THR:HG22 2.00 0.60
3:R:113:GLN:HG3 3:R:175:ASN:HD21 1.66 0.60
3:7:130:LEU:HD21 3:7:135:ALA:HB2 1.84 0.60
3:4:11:SER:HB3 3:4:111:LEU:HD11 1.81 0.60
1:A:369:SER:HB3 1:A:447:LEU:HD13 1.83 0.60
1:C:111:LEU:HD12 1:C:112:VAL:N 2.16 0.60
1:C:243:LEU:HD12 1:C:244:VAL:H 1.66 0.60
Continued on next page...
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1:C:337:GLY:N 1:C:466:CYS:SG 2.74 0.60
1:D:219:SER:H 1:E:246: ASN:ND2 1.99 0.60
1:D:327:GLN:HG3 1:D:329:ARG:HE 1.65 0.60
1:G:53:ASN:ND2 1:G:276: THR:HA 2.15 0.60
1:1:331:LEU:H 1:1:331:LEU:CD2 2.01 0.60
2:M:218: THR:HG22 | 2:M:220:VAL:HG23 1.83 0.60
2:Q:163:VAL:HB 2:Q:213:HIS:ND1 2.16 0.60
2:S:34:LEU:HD23 2:S:97:ALA:O 2.02 0.60
2:W:10:GLU:O 2:W:122:VAL:HA 2.01 0.60
2:Y:163:VAL:HB 2:Y:213:HIS:ND1 2.16 0.60
2:Y:177:HIS:NE2 3:7:172:GLN:NE2 2.49 0.60
2:1:148: THR:HG22 2:1:198:PRO:HA 1.83 0.60
2:5:22:CYS:HB2 2:5:36: TRP:CH2 2.36 0.60
2:9:108:PHE:HB2 2:9:111:TYR:CE2 2.36 0.60
1:J:60:ASP:0OD2 1:J:274:ILE:HD11 2.01 0.60
1:J:189:GLN:H 1:J:189:GLN:CD 2.05 0.60
2:0:38:ARG:HD2 2:0:46:GLU:QOE1 2.00 0.60
2:5:91:THR:HB 2:S:124:VAL:N 2.16 0.60
2:5:111:TYR:HE1 2:5:113:MET:HG2 1.67 0.60
2:W:163:VAL:HB 2:W:213:HIS:ND1 2.17 0.60
2:Y:181:ALA:HB2 2:Y:191:LEU:HB3 1.82 0.60
2:1:218: THR:HG22 | 2:1:220:VAL:HG23 1.83 0.60
2:7:87:ARG:HB2 2:7:90:ASP:0OD2 2.02 0.60
2:9:100:GLU:HB3 2:9:110: TYR:CE2 2.37 0.60
1:A:189:GLN:H 1:A:189:GLN:CD 2.05 0.60
1:A:453:ARG:HD3 1:C:463:GLY:HA2 1.83 0.60
1:1:189:GLN:H 1:1:189:GLN:CD 2.03 0.60
1:L:189:GLN:NE2 1:1:189:GLN:H 1.99 0.60
1:L:380:LYS:NZ 1:1.:384:VAL:HG23 2.16 0.60
2:Q:109:HIS:ND1 3:R:93:TYR:HB3 2.16 0.60
2:5:20:VAL:HG13 2:5:120: THR:HG21 1.82 0.60
2:9:148: THR:HG22 2:9:198:PRO:HA 1.83 0.60
1:A:148:PHE:HB2 1:A:151:LEU:HB2 1.84 0.60
1:E:326:LYS:HB3 1:E:328: THR:CG2 2.31 0.60
1:E:331:LEU:HD22 1:E:331:LEU:N 2.06 0.60
2:Q:218:THR:HG22 | 2:Q:220:VAL:HG23 1.83 0.60
2:1:39:GLN:HG2 2:1:45:-LEU:HD22 1.83 0.60
2:1:113:MET:HG3 3:2:38:TYR:OH 2.01 0.60
2:5:163:VAL:HB 2:5:213:HIS:ND1 2.16 0.60
1:A:327:GLN:HG3 1:A:329:ARG:HE 1.66 0.60
1:A:331:LEU:H 1:A:331:LEU:CD2 1.99 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:327:GLN:HG3 1:C:329:ARG:HE 1.67 0.60
1:D:403:GLU:HB2 1:D:407:GLN:HB2 1.82 0.60
1:E:27:LYS:HZ3 1:F:383:ARG:HD3 1.66 0.60
1:F:177.LEU:HB2 1:F:260:MET:SD 2.41 0.60
1:F:337:GLY:N 1:F:466:CYS:SG 2.75 0.60
1:L:87:PHE:O 1:L:267:ILE:HG13 2.02 0.60
2:S5:92:ALA:O 2:S:122:VAL:HG22 2.02 0.60
2:U:6:GLN:HE21 2:U:117:GLY:HA3 1.66 0.60
3:T:57:PRO:HG2 3:T:60:VAL:HB 1.84 0.60
1:A:337:GLY:N 1:A:466:CYS:SG 2.75 0.60
1:B:37:-THR:HG23 1:B:320:MET:O 2.01 0.60
1:E:234:TRP:HE3 1:E:234:TRP:H 1.50 0.60
1:G:369:SER:HB3 1:G:447:LEU:HD13 1.84 0.60
1:1:234:TRP:H 1:1:234:TRP:HE3 1.50 0.60
2:0:163:VAL:HB 2:0:213:HIS:ND1 2.16 0.60
2:1:7:SER:HB3 2:1:21:SER:OG 2.02 0.60
2:5:100:GLU:HB3 2:5:110:TYR:CE2 2.36 0.60
2:7:100:GLU:HB3 2:7:110:TYR:CE2 2.36 0.60
2:7:112:PRO:CB 3:8:51:SER:HB2 2.31 0.60
3:T:7:PRO:O 3:T:106: THR:HG22 2.01 0.60
3:T:151:VAL:HG13 | 3:T1T:200:VAL:HG12 1.84 0.60
3:2:151:VAL:HG13 3:2:200:VAL:HG12 1.84 0.60
3:8:191:LYS:N 3:8:191:LYS:HD2 2.16 0.60
1:A:376:GLN:CB 1:A:439:LEU:HD11 2.31 0.60
1:B:380:LYS:NZ 1:B:384:VAL:HG23 2.17 0.60
1:C:177:LEU:HB2 1:C:260:MET:SD 2.41 0.60
1:C:357:ASN:ND2 1:C:359:GLU:HB2 2.17 0.60
1:F:425:ALA:O 1:F:429:VAL:HG23 2.01 0.60
1:H:87:PHE:O 1:H:267:1ILE:HG13 2.02 0.60
1:1:343: TRP:HB3 1:1:354:ARG:NH2 2.17 0.60
2:M:39:GLN:HG2 2:M:45:LEU:HD22 1.84 0.60
2:5:100:GLU:HB3 2:5:110: TYR:CE2 2.36 0.60
2:Y:111:TYR:CE1 2:Y:113:MET:HG2 2.30 0.60
2:7:105:VAL:O 2:7:106:MET:HB3 2.02 0.60
2:9:6:GLN:HB2 2:9:118:GLN:OE1 2.01 0.60
3:X:23: THR:HG22 3:X:72:SER:HB2 1.84 0.60
3:7:29: ILE:HG21 3:7Z:71:THR:HG22 1.82 0.60
3:6:147:GLY:O 3:6:169:PRO:HG3 2.02 0.60
3:0:23:THR:HG22 3:0:72:SER:HB2 1.84 0.60
1:B:60:ASP:0OD2 1:B:274:1LE:HD11 2.01 0.60
1:B:376:GLN:CB 1:B:439:LEU:HD11 2.32 0.60
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1:E:463:GLY:CA 1:F:453:ARG:HD3 2.31 0.60
1:H:37:THR:HG23 1:H:320:MET:O 2.02 0.60
1:H:376:GLN:CB 1:H:439:LEU:HD11 2.32 0.60
2:Q:6:GLN:HE22 2:Q:95:TYR:HA 1.66 0.60
2:Q:100:GLU:HB3 2:Q:110:TYR:CE2 2.37 0.60
2:Q:105:VAL:O 2:Q:106:MET:HB3 2.01 0.60
2:S5:52:ASN:ND2 2:S5:102:VAL:HA 2.17 0.60
2:U:181:ALA:HB2 2:U:191:LEU:HB3 1.83 0.60
2:W:52:ASN:ND2 2:W:102:VAL:HA 2.17 0.60
2:W:84:LYS:NZ 2:9:142:LYS:NZ 2.36 0.60
2:7:181:ALA:HB2 2:7:191:LEU:HB3 1.82 0.60
3:P:57:PRO:HG2 3:P:60:VAL:HB 1.84 0.60
3:P:151:VAL:HG13 | 3:P:200:VAL:HG12 1.83 0.60
3:R:191:LYS:HD2 3:R:191:LYS:N 2.16 0.60
3:V:23: THR:HG22 3:V:72:SER:HB2 1.82 0.60
3:6:191:LYS:N 3:6:191:LYS:HD2 2.17 0.60
3:0:130:LEU:HD21 3:0:135:ALA:HB2 1.84 0.60
1:B:72:GLY:HA3 1:B:149:SER:OG 2.02 0.59
1:J:337:GLY:N 1:J:466:CYS:SG 2.75 0.59
1:K:14:CYS:SG 1:K:335:ILE:HG23 2.42 0.59
1:K:108:LEU:O 1:K:112:VAL:HG23 2.02 0.59
1:L:337:GLY:N 1:1L:466:CYS:SG 2.75 0.59
2:0:88:SER:O 2:0:91:THR:HG22 2.01 0.59
2:5:22:CYS:HB2 2:5:36: TRP:CH2 2.35 0.59
2:U:218: THR:HG22 | 2:U:220:VAL:HG23 1.83 0.59
2:Y:88:SER:O 2:Y:91: THR:HG22 2.02 0.59
2:3:100:GLU:HB3 2:3:110:TYR:CE2 2.37 0.59
2:5:112:PRO:HB2 3:6:51:SER:HB2 1.82 0.59
2:9:181:ALA:HB2 2:9:191:LEU:HB3 1.83 0.59
2:9:218: THR:HG22 2:9:220:VAL:HG23 1.83 0.59
3:N:7:PRO:HD3 3:N:21:SER:O 2.02 0.59
3:0:139:CYS:HB2 3:0:153: TRP:HZ2 1.67 0.59
1:A:399:PHE:HE2 1:C:405:ARG:HH21 1.50 0.59
1:D:189:GLN:NE2 1:D:189:GLN:H 2.00 0.59
1:D:425:ALA:O 1:D:429:VAL:HG23 2.03 0.59
1:F:331:LEU:H 1:F:331:LEU:CD2 1.92 0.59
1:J:222: TRP:CZ3 1:J:225:GLY:HA2 2.36 0.59
2:M:179:PHE:HB3 3:N:180:SER:OG 2.01 0.59
2:1:100:GLU:HB3 2:1:110:TYR:CE2 2.37 0.59
2:3:148: THR:HG22 2:3:198:PRO:HA 1.83 0.59
2:5:52:ASN:ND2 2:5:102: VAL:HA 2.17 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
2:7:218:THR:HG22 | 2:7:220:VAL:HG23 1.83 0.59
3:2:191:LYS:N 3:2:191:LYS:HD2 2.18 0.59
3:8:29:ILE:HG21 3:8:71: THR:HG22 1.83 0.59
1:C:369:SER:HB3 1:C:447:LEU:HD13 1.84 0.59
1:G:189:GLN:H 1:G:189:GLN:CD 2.05 0.59
1:J:73:ASP:0OD1 1:J:74:PRO:HD2 2.02 0.59
1:L:234: TRP:HE3 1:1:234:TRP:H 1.47 0.59
1:L:384:VAL:CG1 1:1:428:LEU:HD21 2.32 0.59
2:U:7:SER:HB3 2:U:21:SER:OG 2.02 0.59
3:V:191:LYS:N 3:V:191:LYS:HD2 2.17 0.59
3:72:147:GLY:O 3:72:169:PRO:HG3 2.02 0.59
1:A:331:LEU:HD22 1:A:331:LEU:N 2.06 0.59
1:G:179:ILE:O 1:G:254:PRO:HB3 2.01 0.59
1:G:409:LEU:HD11 | 1:H:413:VAL:HG21 1.84 0.59
1:H:326:LYS:HB3 1:H:328: THR:CG2 2.32 0.59
1:1:380:LYS:HZ3 1:1:384:VAL:HG23 1.67 0.59
2:3:181:ALA:HB2 2:3:191:LEU:HB3 1.85 0.59
2:3:218: THR:HG22 2:3:220:VAL:HG23 1.82 0.59
2:7:38:ARG:HD2 2:7:46:GLU:OE1 2.01 0.59
2:7:148: THR:HG22 2:7:198:PRO:HA 1.83 0.59
2:9:6:GLN:HB3 2:9:120: THR:HG23 1.83 0.59
3:P:7:PRO:HD3 3:P:21:SER:O 2.03 0.59
3:T:164:VAL:HG22 | 3:T:183:LEU:HD21 1.83 0.59
3:V:130:LEU:HD21 3:V:135:ALA:HB2 1.84 0.59
1:D:238:LYS:HE2 1:F:401:GLU:HG3 1.84 0.59
1:E:60:ASP:0D2 1:E:274:1ILE:HD11 2.03 0.59
1:G:457:GLU:HG3 | 1:G:499:ARG:HH12 1.66 0.59
1:J:380:LYS:HG2 1:L:29:ILE:O 2.02 0.59
1:K:293:PRO:HB3 1:K:385:ILE:HD13 1.83 0.59
1:K:369:SER:HB3 1:K:447:LEU:HD13 1.84 0.59
1:L:84: TRP:CE2 1:L:116:GLY:HA2 2.37 0.59
2:M:7:SER:HB3 2:M:21:SER:OG 2.02 0.59
2:Q:52:ASN:ND2 2:Q:102:VAL:HA 2.18 0.59
2:S5:6:GLN:H 2:5:118:GLN:NE2 2.00 0.59
2:S:181:ALA:HB2 2:S:191:LEU:HB3 1.84 0.59
2:W:91:THR:OG1 2:W:123: THR:HA 2.03 0.59
2:W:179:PHE:CE2 3:X:142:SER:HB3 2.37 0.59
2:7:163:VAL:HB 2:7:213:HIS:ND1 2.17 0.59
3:R:23: THR:HG22 3:R:72:SER:HB2 1.83 0.59
3:R:57:PRO:HG2 3:R:60:VAL:HB 1.84 0.59
3:6:164:VAL:HG22 3:6:183:LEU:HD21 1.84 0.59
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3:8:139:CYS:HB2 3:8:153: TRP:HZ2 1.67 0.59
1:C:326:LYS:HB3 1:C:328: THR:CG2 2.31 0.59
1:D:27:LYS:HZ2 1:E:383:ARG:HD3 1.68 0.59
1:E:14:CYS:SG 1:E:335:ILE:HG23 2.43 0.59
1:J:383:ARG:NH2 1:1:426:GLU:HG3 2.17 0.59
1:1L:293:PRO:HB3 1:L:385:ILE:HD13 1.85 0.59
2:W:22:CYS:HB2 2:W:36: TRP:CH2 2.37 0.59
2:W:100:GLU:H 2:W:111:TYR:CB 2.12 0.59
3:4:11:SER:HB3 3:4:111:LEU:CD1 2.32 0.59
3:4:191:LYS:HD?2 3:4:191:LYS:N 2.18 0.59
3:0:151:VAL:HG13 3:0:200:VAL:HG12 1.85 0.59
1:1:337:GLY:N 1:1:466:CYS:SG 2.76 0.59
2:0:87:ARG:HB2 2:0:90:ASP:0OD2 2.02 0.59
2:S:2:VAL:HG21 2:S:115:VAL:HG21 1.83 0.59
2:S:7:SER:HB3 2:S5:21:SER:OG 2.03 0.59
2:1:105:VAL:O 2:1:106:MET:HB3 2.01 0.59
2:5:181:ALA:HB2 2:5:191:LEU:HB3 1.83 0.59
2:7:52:ASN:ND2 2:7:102:VAL:HA 2.18 0.59
2:9:105:VAL:O 2:9:106:MET:HB3 2.01 0.59
3:N:151:VAL:HG13 | 3:N:200:VAL:HG12 1.84 0.59
3:T:23: THR:HG22 3:T:72:SER:HB2 1.84 0.59
3:T:191:LYS:HD2 3:T:191:LYS:N 2.17 0.59
3:2:139:CYS:HB2 3:2:153: TRP:HZ2 1.68 0.59
3:4:7:PRO:HD3 3:4:21:SER:O 2.03 0.59
1:B:426:GLU:HG3 1:C:383:ARG:HH22 1.67 0.59
1:F:386:GLU:HA 1:F:386:GLU:OE2 2.01 0.59
1:G:37:THR:HG23 1:G:320:MET:O 2.02 0.59
1:H:295:GLN:NE2 1:H:308: TYR:HB2 2.18 0.59
1:K:376:GLN:HB3 1:K:439:LEU:HD11 1.85 0.59
1:1:388: THR:CG2 1:1:389:ASN:N 2.65 0.59
2:M:100:GLU:HB3 2:M:110: TYR:CE2 2.37 0.59
2:5:6:GLN:HB3 2:5:120: THR:CG2 2.32 0.59
2:3:52:ASN:ND2 2:3:102: VAL:HA 2.18 0.59
2:7:22:CYS:HB2 2:7:36: TRP:CH2 2.38 0.59
3:P:164:VAL:HG22 | 3:P:183:LEU:HD21 1.85 0.59
3:T:7:PRO:HD3 3:T:21:SER:O 2.02 0.59
1:B:272:ALA:HA 2:0:105:VAL:HG22 1.83 0.59
1:1:369:SER:HB3 1:1:447:LEU:HD13 1.85 0.59
1:K:37:THR:HG23 1:K:320:-MET:O 2.02 0.59
2:M:52:ASN:ND2 2:M:102:VAL:HA 2.18 0.59
2:S:108:PHE:HB2 2:S:111:TYR:HE2 1.68 0.59
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2:3:87:ARG:HB2 2:3:90:ASP:0OD2 2.02 0.59
2:7:6:GLN:HE22 2:7:95:TYR:HA 1.67 0.59
2:7:88:SER:O 2:7:91: THR:HG22 2.02 0.59
2:9:10:GLU:O 2:9:122:VAL:HA 2.03 0.59
2:9:52:ASN:ND2 2:9:102: VAL:HA 2.17 0.59
3:N:191:LYS:N 3:N:191:LYS:HD2 2.17 0.59
1:C:189:GLN:H 1:C:189:GLN:CD 2.06 0.59
1:C:251:LEU:HD12 1:C:252:1LE:H 1.68 0.59
1:C:343: TRP:HB3 1:C:354:ARG:NH2 2.18 0.59
1:E:189:GLN:H 1:E:189:GLN:CD 2.05 0.59
1:1:380:LYS:NZ 1:1:384:VAL:HG23 2.17 0.59
1:J:309:VAL:HB 1:J:311:GLN:OE1 2.02 0.59
1:L:96:ASN:HA 1:L:224:ARG:HH11 1.68 0.59
1:1:99:PRO:HB2 1:1:229:ARG:HD3 1.85 0.59
2:5:218:THR:HG22 | 2:S:220:VAL:HG23 1.83 0.59
2:U:40:ALA:HB3 2:U:43:GLN:CB 2.33 0.59
2:1:88:SER:O 2:1:91: THR:HG22 2.03 0.59
2:5:97:ALA:HB1 2:5:114:ASP:O 2.03 0.59
3:R:7:PRO:HD3 3:R:21:SER:O 2.03 0.59
3:R:164:VAL:HG22 | 3:R:183:LEU:HD21 1.85 0.59
3:T:49:LEU:O 3:T:57:PRO:HG3 2.03 0.59
1:A:14:CYS:SG 1:A:335:ILE:HG23 2.42 0.58
1:B:179:ILE:O 1:B:254:PRO:HB3 2.02 0.58
1:C:148:PHE:HB2 1:C:151:LEU:HB2 1.85 0.58
1:D:29:ILE:O 1:E:380:LYS:HG2 2.02 0.58
1:E:148:PHE:HB2 1:E:151:LEU:HB2 1.85 0.58
1:E:327:GLN:HG3 1:E:329:ARG:HE 1.68 0.58
1:H:369:SER:HB3 1:H:447:LEU:HD13 1.84 0.58
2:0:100:GLU:HB3 2:0:110:TYR:CE2 2.37 0.58
2:5:105:VAL:O 2:5:106:MET:HB3 2.03 0.58
2:3:194:VAL:HG21 3:4:140:LEU:HD13 1.84 0.58
2:9:88:SER:O 2:9:91: THR:HG22 2.03 0.58
3:N:130:LEU:HD21 3:N:135:ALA:HB2 1.84 0.58
3:T:130:LEU:HD21 3:T:135:ALA:HB2 1.84 0.58
3:2:23: THR:HG22 3:2:72:SER:HB2 1.84 0.58
3:8:23: THR:HG22 3:8:72:SER:HB2 1.83 0.58
3:0:191:LYS:N 3:0:191:LYS:HD2 2.18 0.58
1:B:327:GLN:HG3 1:B:329:ARG:HE 1.67 0.58
1:C:388: THR:CG2 1:C:389:ASN:N 2.65 0.58
1:D:376:GLN:CB 1:D:439:LEU:HD11 2.33 0.58
1:G:87:PHE:O 1:G:267:ILE:HG13 2.02 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:72: GLY:HA3 1:1:149:SER:OG 2.02 0.58
1:J:326:LYS:HB3 1:J:328: THR:CG2 2.31 0.58
1:K:61:GLY:O 1:K:64:CYS:HB2 2.03 0.58
2:M:181:ALA:HB2 2:M:191:LEU:HB3 1.86 0.58
2:5:39:GLN:HG2 2:5:45:LEU:HD22 1.85 0.58
2:5:148: THR:HG22 2:5:198:PRO:HA 1.84 0.58
3:7:139:CYS:HB2 3:7:153: TRP:HZ2 1.68 0.58
3:7:191:LYS:HD2 3:7:191:LYS:N 2.18 0.58
3:6:139:CYS:HB2 3:6:153: TRP:HZ2 1.68 0.58
3:6:151:VAL:HG13 3:6:200: VAL:HG12 1.85 0.58
1:A:463:GLY:CA 1:B:453:ARG:HD3 2.31 0.58
1:1:74:PRO:HA 1:I:77:ASP:OD2 2.03 0.58
1:J:376:GLN:CB 1:J:439:LEU:HD11 2.33 0.58
1:K:326:LYS:HB3 1:K:328: THR:CG2 2.32 0.58
2:Q:148:THR:HG22 2:Q:198:PRO:HA 1.84 0.58
2:W:7:SER:HB3 2:W:21:SER:OG 2.02 0.58
2:W:34:LEU:HD23 2:W:97:ALA:O 2.04 0.58
2:Y:52:ASN:ND2 2:Y:102:VAL:HA 2.18 0.58
2:1:20:VAL:HG13 2:1:120: THR:HG21 1.85 0.58
2:3:88:SER:O 2:3:91: THR:HG22 2.03 0.58
2:9:163:VAL:HB 2:9:213:HIS:ND1 2.18 0.58
3:N:147:GLY:O 3:N:169:PRO:HG3 2.03 0.58
3:4:130:LEU:HD21 3:4:135:ALA:HB2 1.85 0.58
1:A:179:ILE:O 1:A:254:PRO:HB3 2.04 0.58
1:B:326:LYS:HB3 1:B:328: THR:CG2 2.31 0.58
1:E:120:PHE:CD2 1:E:150:ARG:HD2 2.39 0.58
1:G:27.LYS:HD3 1:H:383:ARG:NH1 2.18 0.58
1:G:388:THR:CG2 1:G:389:ASN:N 2.66 0.58
1:J:177:LEU:HB2 1:J:260:MET:SD 2.42 0.58
1:J:406:ILE:HG21 1:1:405:ARG:HD3 1.86 0.58
1:J:425:ALA:O 1:J:429:VAL:HG23 2.03 0.58
1:K:357:ASN:ND2 1:K:359:GLU:HB2 2.17 0.58
2:M:99:VAL:HB 2:M:111:TYR:CZ 2.39 0.58
2:M:148: THR:HG22 2:M:198:PRO:HA 1.84 0.58
2:0:218:THR:HG22 | 2:0:220:VAL:HG23 1.83 0.58
2:Q:7:SER:HB3 2:Q:21:SER:OG 2.03 0.58
2:5:99:VAL:HB 2:S5:111:TYR:CE2 2.39 0.58
2:5:108:PHE:HB2 2:S5:111:TYR:CE2 2.38 0.58
2:1:22:CYS:HB2 2:1:36: TRP:CH2 2.39 0.58
3:N:57:PRO:HG2 3:N:60:VAL:HB 1.85 0.58
3:4:93:'TYR:HA 3:4:100:SER:HA 1.85 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:87:PHE:O 1:A:267:ILE:HG13 2.03 0.58
1:A:386:GLU:HA 1:A:386:GLU:OE2 2.03 0.58
1:B:74:PRO:HA 1:B:77:ASP:0D2 2.04 0.58
1:D:179:ILE:O 1:D:254:PRO:HB3 2.04 0.58
1:G:326:LYS:HB3 1:G:328: THR:CG2 2.33 0.58
1:H:111:LEU:HD12 1:H:112:VAL:N 2.17 0.58
1:K:331:LEU:HD22 1:K:331:LEU:N 2.07 0.58
1:L:111:LEU:HD12 1:L:112:VAL:N 2.18 0.58
1:1L:407:GLN:HG2 1:1:411:LYS:HE3 1.86 0.58
2:0:34:LEU:HD23 2:0:97:ALA:O 2.03 0.58
3:T:147:GLY:O 3:T:169:PRO:HG3 2.02 0.58
3:V:147:GLY:O 3:V:169:PRO:HG3 2.02 0.58
3:6:57:PRO:HG2 3:6:60:VAL:HB 1.86 0.58
3:8:7:PRO:HD3 3:8:21:SER:O 2.03 0.58
1:A:27:LYS:NZ 1:B:383:ARG:HD3 2.19 0.58
1:B:388: THR:CG2 1:B:389:ASN:N 2.66 0.58
1:D:277:CYS:SG 1:D:278:ILE:N 2.77 0.58
1:G:357:ASN:ND2 1:G:359:GLU:HB2 2.18 0.58
1:H:357:ASN:ND2 1:H:359:GLU:HB2 2.19 0.58
1:L:357:ASN:ND2 1:L:359:GLU:HB2 2.18 0.58
2:1:40:ALA:HB3 2:1:43:GLN:CB 2.34 0.58
2:9:100:GLU:H 2:9:111:TYR:CB 2.13 0.58
3:7:164:VAL:HG22 3:7:183:LEU:HD21 1.84 0.58
3:8:147:GLY:O 3:8:169:PRO:HG3 2.04 0.58
1:D:72:GLY:HA3 1:D:149:SER:OG 2.04 0.58
1:H:251:LEU:HD12 1:H:252:1ILE:H 1.67 0.58
1:H:277:CYS:SG 1:H:278:ILE:N 2.76 0.58
1:J:388: THR:CG2 1:J:389:ASN:N 2.66 0.58
1:K:407:GLN:HG2 1:K:411:LYS:HE3 1.85 0.58
2:Q:40:ALA:HB3 2:QQ:43:GLN:CB 2.34 0.58
2:U:33:GLY:HA3 2:U:99:VAL:CG2 2.26 0.58
2:W:87:ARG:HB2 2:W:90:ASP:0OD2 2.04 0.58
2:5:7:SER:O 2:5:120: THR:HG22 2.03 0.58
2:5:88:SER:O 2:5:91: THR:HG22 2.04 0.58
2:9:7:SER:O 2:9:120: THR:HG22 2.04 0.58
3:P:23: THR:HG22 3:P:72:SER:HB2 1.86 0.58
3:V:57:PRO:HG2 3:V:60:VAL:HB 1.85 0.58
3:8:49:LEU:O 3:8:57:PRO:HG3 2.04 0.58
3:0:128:GLU:O 3:0:131:GLN:HB3 2.04 0.58
1:C:316:LEU:HD12 1:C:317:ALA:N 2.18 0.58
1:F:84: TRP:CE2 1:F:116:GLY:HA2 2.38 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
1:G:316:LEU:HD12 1:G:317:ALA:N 2.18 0.58
1:G:376:GLN:CB 1:G:439:LEU:HD11 2.34 0.58
1:1:189:GLN:H 1:L:189:GLN:CD 2.07 0.58
2:M:6:GLN:HB2 2:M:118:GLN:OE1 2.04 0.58
2:0:108:PHE:HB2 2:0:111:TYR:CE2 2.39 0.58
2:U:112:PRO:CB 3:V:51:SER:HB2 2.34 0.58
2:U:148: THR:HG22 2:U:198:PRO:HA 1.84 0.58
2:W:111:TYR:C 2:W:111:TYR:CD1 2.77 0.58
3:X:11:SER:CB 3:X:111:LEU:HD11 2.29 0.58
3:6:12:GLY:N 3:6:111:LEU:HD13 2.19 0.58
1:B:170:ASN:ND2 1:B:239:PRO:HA 2.19 0.58
1:B:312:ASN:OD1 1:B:313:THR:HG22 2.04 0.58
1:E:463:GLY:HA2 1:F:453:ARG:CD 2.33 0.58
1:H:293:PRO:HB3 1:H:385:1ILE:HD13 1.85 0.58
1:H:388: THR:CG2 1:H:389:ASN:N 2.66 0.58
1:1:293:PRO:HB3 1:1:385:ILE:HD13 1.84 0.58
1:J:357:ASN:ND2 1:J:359:GLU:HB2 2.19 0.58
2:M:40:ALA:HB3 2:M:43:GLN:CB 2.33 0.58
2:0:7:SER:HB3 2:0:21:SER:OG 2.04 0.58
2:0:33:GLY:HA3 2:0:99:VAL:CG2 2.27 0.58
2:Q:88:SER:O 2:Q:91:THR:HG22 2.04 0.58
2:U:39:GLN:HG2 2:U:45:LEU:HD22 1.85 0.58
2:W:40:ALA:HB3 2:W:43:GLN:CB 2.33 0.58
2:1:11:VAL:HG13 2:1:123:THR:HB 1.86 0.58
2:5:91:THR:HB 2:5:124:VAL:N 2.19 0.58
3:N:113:GLN:CG 3:N:175:ASN:ND2 2.67 0.58
3:R:49:LEU:O 3:R:57:PRO:HG3 2.04 0.58
3:7:7:PRO:HD3 3:7:21:SER:O 2.04 0.58
3:2:57:PRO:HG2 3:2:60:VAL:HB 1.85 0.58
3:2:130:LEU:HD21 3:2:135:ALA:HB2 1.86 0.58
3:2:164:VAL:HG22 3:2:183:LEU:HD21 1.86 0.58
3:0:139:CYS:HB2 3:0:153: TRP:CZ2 2.38 0.58
1:D:63:ASP:HA 1:D:93:ALA:HA 1.85 0.58
1:D:148:PHE:HB2 1:D:151:LEU:HB2 1.85 0.58
1:D:244:VAL:HG11 1:F:220:ARG:HA 1.86 0.58
1:D:357:ASN:ND2 1:D:359:GLU:HB2 2.19 0.58
1:D:388: THR:CG2 1:D:389:ASN:N 2.66 0.58
1:E:96:ASN:HA 1:E:224:ARG:HH11 1.69 0.58
1:E:369:SER:HB3 1:E:447:LEU:HD13 1.85 0.58
1:I:15:LEU:N 1:I:15:LEU:HD12 2.18 0.58
1:1:63:ASP:HA 1:1:93:ALA:HA 1.85 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
2:M:111:TYR:CE1 2:M:113:MET:HG2 2.36 0.58
2:0:40:ALA:HB3 2:0:43:GLN:CB 2.34 0.58
2:U:88:SER:O 2:U:91:THR:HG22 2.03 0.58
2:U:111:TYR:C 2:U:111:TYR:CD1 2.77 0.58
2:W:88:SER:O 2:W:91:THR:HG22 2.03 0.58
2:3:37:VAL:HG22 2:3:47:TRP:HA 1.85 0.58
2:3:38:ARG:HD2 2:3:46:GLU:OE1 2.04 0.58
3:6:49:LEU:O 3:6:57:PRO:HG3 2.04 0.58
1:1:179:ILE:O 1:1:254:PRO:HB3 2.04 0.57
1:1:386:GLU:HA 1:1:386:GLU:OE2 2.04 0.57
1:1:407:GLN:HG2 1:1:411:LYS:HE3 1.86 0.57
2:0:91:THR:OG1 2:0:123:THR:HA 2.03 0.57
2:Q:39:GLN:HG2 2:Q:45:LEU:HD22 1.86 0.57
2:S5:10:GLU:O 2:S:122:VAL:HA 2.04 0.57
2:7:40:ALA:HB3 2:7:43:GLN:CB 2.34 0.57
2:7:91:THR:OG1 2:7:123: THR:HA 2.04 0.57
3:P:128:GLU:O 3:P:131:GLN:HB3 2.04 0.57
3:V:7:PRO:HD3 3:V:21:SER:O 2.04 0.57
3:V:139:CYS:HB2 3:V:153: TRP:CZ2 2.39 0.57
3:X:139:CYS:HB2 3:X:153:TRP:HZ2 1.69 0.57
1:B:99:PRO:HB2 1:B:229:ARG:HD3 1.86 0.57
1:F:15:LEU:N 1:F:15:LEU:HD12 2.20 0.57
1:F:326:LYS:HD2 1:F:328: THR:H 1.69 0.57
1:H:386:GLU:OE2 1:H:386:GLU:HA 2.04 0.57
1:1:99:PRO:HB2 1:1:229:ARG:HD3 1.87 0.57
1:J:312:ASN:OD1 1:J:313:THR:HG22 2.05 0.57
2:M:88:SER:O 2:M:91: THR:HG22 2.03 0.57
2:M:98:ARG:HG2 2:M:98:ARG:HH11 1.69 0.57
2:0:105:VAL:O 2:0:106:MET:HB3 2.03 0.57
2:0:148:THR:HG22 2:0:198:PRO:HA 1.85 0.57
2:Q:181:ALA:HB2 2:Q:191:LEU:HB3 1.85 0.57
2:U:22:CYS:HB2 2:U:36:TRP:CH2 2.39 0.57
22W:111:TYR:HE1 | 2:W:113:MET:HG2 1.68 0.57
2:3:94:TYR:HE2 2:3:122:VAL:HG21 1.69 0.57
2:3:99:VAL:HB 2:3:111:TYR:CD2 2.38 0.57
2:3:112:PRO:HA 3:4:36:HIS:CD2 2.39 0.57
3:P:139:CYS:HB2 3:P:153: TRP:HZ2 1.68 0.57
3:2:147:GLY:O 3:2:169:PRO:HG3 2.04 0.57
3:6:29:ILE:HG23 3:6:71: THR:HA 1.86 0.57
1:A:312:ASN:OD1 1:A:313: THR:HG22 2.04 0.57
1:B:463:GLY:HA2 1:C:453:ARG:HD3 1.86 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
1:E:337:GLY:N 1:E:466:CYS:SG 2.78 0.57
1:J:463:GLY:CA 1:K:453:ARG:HB3 2.34 0.57
2:S:88:SER:O 2:S:91: THR:HG22 2.03 0.57
2:3:168:ASN:HB2 2:3:171:ALA:HB3 1.86 0.57
2:5:38:ARG:HD2 2:5:46:GLU:OE1 2.03 0.57
2:5:111:TYR:CD1 2:5:111:TYR:C 2.77 0.57
2:7:7:SER:HB3 2:7:21:SER:OG 2.03 0.57
3:P:147:GLY:O 3:P:169:PRO:HG3 2.04 0.57
3:7:139:CYS:HB2 3:7:153: TRP:CZ2 2.39 0.57
3:4:29:ILE:HG23 3:4:71:THR:HA 1.86 0.57
3:6:7:PRO:HD3 3:6:21:SER:O 2.04 0.57
3:8:139:CYS:HB2 3:8:153: TRP:CZ2 2.39 0.57
3:0:155:ALA:HB1 3:0:193:HIS:CE1 2.39 0.57
1:A:277:CYS:SG 1:A:278:ILE:N 2.78 0.57
1:D:380:LYS:HG2 1:F:29:ILE:O 2.03 0.57
1:G:380:LYS:HZ3 1:G:384:VAL:HG23 1.69 0.57
1:J:277:.CYS:SG 1:J:278:ILE:N 2.76 0.57
2:M:100:GLU:H 2:M:111:TYR:CB 2.12 0.57
2:0:181:ALA:HB2 2:0:191:LEU:HB3 1.84 0.57
2:Q:102:VAL:HG12 2:Q:103:ARG:N 2.19 0.57
3:X:7:PRO:HD3 3:X:21:SER:O 2.04 0.57
3:X:191:LYS:N 3:X:191:LYS:HD2 2.18 0.57
3:8:57:PRO:HG2 3:8:60: VAL:HB 1.85 0.57
1:1:73:ASP:OD1 1:1:74:PRO:HD2 2.04 0.57
2:W:181:ALA:HB2 2:W:191:LEU:HB3 1.85 0.57
2:1:100:GLU:N 2:1:111:TYR:HB2 2.11 0.57
2:9:40:ALA:HB3 2:9:43:GLN:CB 2.34 0.57
3:N:23: THR:HG22 3:N:72:SER:HB2 1.85 0.57
3:V:139:CYS:HB2 3:V:153: TRP:HZ2 1.68 0.57
3:X:164:VAL:HG22 | 3:X:183:LEU:HD21 1.86 0.57
3:72:57:PRO:HG2 3:7:60:VAL:HB 1.85 0.57
3:4:147:GLY:O 3:4:169:PRO:HG3 2.04 0.57
3:8:130:LEU:HD21 3:8:135:ALA:HB2 1.86 0.57
1:E:243:LEU:HD12 1:E:244:VAL:H 1.68 0.57
1:F:343: TRP:HB3 1:F:354:ARG:NH2 2.19 0.57
1:H:327:GLN:HG3 1:H:329:ARG:HE 1.70 0.57
2:3:112:PRO:HB3 3:4:36:HIS:CE1 2.38 0.57
2:5:40:ALA:HB3 2:5:43:GLN:CB 2.34 0.57
3:X:57:PRO:HG2 3:X:60:VAL:HB 1.85 0.57
3:X:151:VAL:HG13 | 3:X:200:VAL:HG12 1.86 0.57
3:0:7:PRO:HD3 3:0:21:SER:O 2.04 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
1:D:380:LYS:NZ 1:D:384:VAL:HG23 2.20 0.57
1:E:380:LYS:NZ 1:E:384:VAL:HG23 2.20 0.57
1:G:383:ARG:HH21 1:1:430:ALA:HB2 1.69 0.57
1:J:37:THR:HG23 1:J:320:MET:O 2.05 0.57
1:J:179:ILE:O 1:J:254:PRO:HB3 2.05 0.57
1:L:14:CYS:SG 1:L:335:1ILE:HG23 2.45 0.57
2:M:22:CYS:HB2 2:M:36: TRP:CH2 2.40 0.57
2:0:6:GLN:HE22 2:0:95:TYR:HA 1.68 0.57
2:S5:135:PHE:HB3 3:T:126:SER:OG 2.04 0.57
2:U:100:GLU:HB3 2:U:110: TYR:CE2 2.40 0.57
2:Y:38:ARG:HD2 2:Y:46:GLU:OE1 2.05 0.57
2:1:52:ASN:ND2 2:1:102: VAL:HA 2.19 0.57
3:N:29:ILE:HG23 3:N:71: THR:HA 1.86 0.57
3:X:147:GLY:O 3:X:169:PRO:HG3 2.04 0.57
3:4:139:CYS:HB2 3:4:153: TRP:HZ2 1.69 0.57
3:6:128:GLU:O 3:6:131:GLN:HB3 2.04 0.57
3:6:139:CYS:HB2 3:6:153: TRP:CZ2 2.40 0.57
3:0:57:PRO:HG2 3:0:60: VAL:HB 1.86 0.57
1:A:388: THR:CG2 1:A:389:ASN:N 2.67 0.57
1:B:15:LEU:HD12 1:B:15:LEU:N 2.19 0.57
1:B:67:ILE:HG13 1:B:105:TYR:CE2 2.39 0.57
1:C:403:GLU:HB2 1:C:407:GLN:HB2 1.87 0.57
1:E:312:ASN:OD1 1:E:313: THR:HG22 2.05 0.57
1:F:277:CYS:SG 1:F:278:ILE:N 2.78 0.57
1:F:388: THR:CG2 1:F:389:ASN:N 2.68 0.57
1:H:380:LYS:NZ 1:H:384:VAL:HG23 2.20 0.57
1:J:316:LEU:HD12 1:J:317:ALA:N 2.20 0.57
2:M:108:PHE:HB2 2:M:111:TYR:CE2 2.39 0.57
2:W:38:ARG:HD2 2:W:46:GLU:OE1 2.05 0.57
2:1:6:GLN:HE22 2:1:95: TYR:HA 1.68 0.57
3:V:17:ARG:HH21 3:V:78: THR:HG21 1.70 0.57
3:2:7:PRO:HD3 3:2:21:SER:O 2.04 0.57
3:4:57:PRO:HG2 3:4:60:VAL:HB 1.85 0.57
1:E:386:GLU:HA 1:E:386:GLU:OE2 2.03 0.57
1:E:388: THR:CG2 1:E:389:ASN:N 2.68 0.57
1:F:380:LYS:NZ 1:F:384:VAL:HG23 2.20 0.57
1:H:240:GLY:HA2 2:Y:75:GLY:O 2.05 0.57
1:K:72:GLY:HA3 1:K:149:SER:OG 2.05 0.57
2:M:34:LEU:HD23 2:M:97:ALA:O 2.05 0.57
2:W:99:VAL:HB 2:W:111:TYR:CD2 2.39 0.57
2:1:7:SER:O 2:1:120: THR:HG22 2.05 0.57
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:1:37:VAL:HG22 2:1:47:TRP:HA 1.87 0.57
2:5:94: TYR:HE2 2:5:122:VAL:HG21 1.69 0.57
2:9:168:ASN:HB2 2:9:171:ALA:HB3 1.87 0.57
3:P:155:ALA:HB1 3:P:193:HIS:CE1 2.39 0.57
3:R:113:GLN:HG3 3:R:175:ASN:ND2 2.18 0.57
3:4:164:VAL:HG22 3:4:183:LEU:HD21 1.86 0.57
1:A:62:ILE:HG13 1:A:63:ASP:N 2.19 0.57
1:B:29:ILE:O 1:C:380:LYS:HG2 2.05 0.57
1:B:386:GLU:HA 1:B:386:GLU:OE2 2.04 0.57
1:F:179:ILE:O 1:F:254:PRO:HB3 2.05 0.57
1:F:376:GLN:HB3 1:F:439:.LEU:HD11 1.87 0.57
1:G:312:ASN:OD1 1:G:313:THR:HG22 2.05 0.57
1:1:14:CYS:SG 1:1:335:ILE:HG23 2.45 0.57
1:1:380:LYS:HZ3 1:1:384:VAL:HG23 1.69 0.57
1:1:388: THR:CG2 1:1:389:ASN:N 2.67 0.57
2:0:52:ASN:ND2 2:0:102:VAL:HA 2.19 0.57
2:U:99:VAL:HB 2:U:111:TYR:CD2 2.39 0.57
2:9:6:GLN:HE22 2:9:95:TYR:HA 1.70 0.57
3:2:128:GLU:O 3:2:131:GLN:HB3 2.04 0.57
3:4:151:VAL:HG13 3:4:200:VAL:HG12 1.85 0.57
3:6:20:ILE:CG2 3:6:106: THR:HG21 2.35 0.57
3:6:125:PRO:CG 3:6:135:ALA:HB1 2.35 0.57
1:A:177:LEU:HB2 1:A:260:MET:SD 2.45 0.56
1:B:191:GLN:NE2 1:B:217:ILE:HD11 2.19 0.56
1:C:312:ASN:OD1 1:C:313: THR:HG22 2.05 0.56
1:1:251:LEU:HD12 1:1:252:ILE:H 1.69 0.56
1:J:29:ILE:HA 1:K:380:LYS:HZ1 1.70 0.56
1:K:148:PHE:HB2 1:K:151:LEU:HB2 1.87 0.56
1:K:251:LEU:HD12 1:K:252:1LE:H 1.69 0.56
1:1L:63:ASP:HA 1:1:93:ALA:HA 1.86 0.56
2:0:112:PRO:HA 3:P:36:HIS:CD2 2.40 0.56
2:W:6:GLN:HE22 2:W:95:TYR:HA 1.69 0.56
2:1:111:TYR:CD1 2:1:111:TYR:C 2.78 0.56
2:3:40:ALA:HB3 2:3:43:GLN:CB 2.34 0.56
2:5:99:VAL:HB 2:5:111:TYR:CD2 2.40 0.56
2:7:39:GLN:HG2 2:7:45:LEU:HD22 1.86 0.56
2:9:20:VAL:HG13 2:9:120: THR:HG21 1.87 0.56
3:R:139:CYS:HB2 3:R:153: TRP:HZ2 1.69 0.56
3:T:82:ALA:O 3:T:85:GLU:HG2 2.05 0.56
3:T:125:PRO:CG 3:T:135:ALA:HB1 2.35 0.56
3:X:155:ALA:HB1 3:X:193:HIS:CE1 2.40 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
3:8:128:GLU:O 3:8:131:GLN:HB3 2.03 0.56
3:8:155:ALA:HB1 3:8:193:HIS:CE1 2.40 0.56
3:0:125:PRO:CG 3:0:135:ALA:HB1 2.35 0.56
1:A:326:LYS:HB3 1:A:328: THR:CG2 2.32 0.56
1:B:27:LYS:NZ 1:C:383:ARG:HD3 2.20 0.56
1:C:459:ALA:HB2 1:C:469:1LE:HA 1.87 0.56
1:D:409:LEU:HD21 1:E:409:LEU:HG 1.86 0.56
1:D:426:GLU:HG3 | 1:E:383:ARG:HH22 1.69 0.56
1:F:357:ASN:ND2 1:F:359:GLU:HB2 2.19 0.56
1:G:120:PHE:O 1:G:121:ILE:HD13 2.05 0.56
1:K:189:GLN:H 1:K:189:GLN:CD 2.06 0.56
1:L:386:GLU:HA 1:L:386:GLU:OE2 2.05 0.56
2:0:100:GLU:N 2:0:111:TYR:HB2 2.14 0.56
2:0:168:ASN:HB2 2:0:171:ALA:HB3 1.87 0.56
2:S:6:GLN:HE22 2:5:95:TYR:HA 1.70 0.56
2:Y:40:ALA:HB3 2:Y:43:GLN:CB 2.34 0.56
2:Y:98:ARG:HG2 2:Y:98:ARG:HH11 1.69 0.56
2:1:108:PHE:HB2 2:1:111:TYR:CE2 2.40 0.56
2:1:135:PHE:HB3 3:2:126:SER:OG 2.04 0.56
3:N:125:PRO:CG 3:N:135:ALA:HB1 2.36 0.56
3:7:23:THR:HG22 3:7:72:SER:HB2 1.85 0.56
3:7:93:TYR:HA 3:2:100:SER:HA 1.88 0.56
3:0:93: TYR:HA 3:0:100:SER:HA 1.86 0.56
1:A:15:LEU:N 1:A:15:LEU:HD12 2.20 0.56
1:A:102:VAL:HG11 | 1:A:108:LEU:HD23 1.87 0.56
1:A:347:1ILE:HD13 1:A:347:ILE:N 2.20 0.56
1:C:96:ASN:HA 1:C:224:ARG:HH11 1.69 0.56
1:C:120:PHE:CD2 1:C:150:ARG:HD2 2.41 0.56
1:C:143:PRO:CD 1:D:155:THR:HB 2.34 0.56
1:C:326:LYS:HZ3 1:C:341:ASN:HD22 1.53 0.56
1:D:14:CYS:SG 1:D:335:1ILE:HG23 2.45 0.56
1:F:293:PRO:HB3 1:F:385:1ILE:HD13 1.88 0.56
1:F:403:GLU:HB2 1:F:407:GLN:HB2 1.87 0.56
1:H:72:GLY:HA3 1:H:149:SER:OG 2.05 0.56
1:H:337:GLY:N 1:H:466:CYS:SG 2.77 0.56
1:1:60:ASP:0OD2 1:1.274:ILE:HD11 2.05 0.56
1:J:61:GLY:HA2 1:J:79:PHE:CZ 2.39 0.56
1:1:459:ALA:HB2 1:1L:469:ILE:HA 1.86 0.56
2:0:6:GLN:N 2:0:118:GLN:NE2 2.47 0.56
2:Q:99:VAL:HB 2:Q:111:TYR:CZ 2.39 0.56
2:W:197:VAL:HG21 2:W:207:TYR:CZ 2.41 0.56
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Atom-1 Atom-2 distance (A) overlap (A)

2:1:111:TYR:HE1 2:1:113:MET:HG2 1.70 0.56
2:7:98:ARG:HG2 2:7:98:ARG:HH11 1.69 0.56
3:P:29:ILE:HG23 3:P:71: THR:HA 1.87 0.56
3:P:196:TYR:O 3:P:210: THR:HG23 2.05 0.56
3:R:139:CYS:HB2 3:R:153: TRP:CZ2 2.40 0.56
3:T:20:ILE:CG2 3:T:106: THR:HG21 2.35 0.56
3:2:29:ILE:HG23 3:2:71:THR:HA 1.88 0.56
3:2:93:'TYR:HA 3:2:100:SER:HA 1.87 0.56
3:8:20:ILE:CG2 3:8:106: THR:HG21 2.36 0.56
3:8:125:PRO:CG 3:8:135:ALA:HB1 2.35 0.56
1:B:357:ASN:ND2 1:B:359:GLU:HB2 2.19 0.56
1:C:63:ASP:HA 1:C:93:ALA:HA 1.87 0.56
1:D:17:HIS:HB2 1:D:320:MET:HE1 1.88 0.56
1:G:14:CYS:SG 1:G:335:ILE:HG23 2.46 0.56
1:J:383:ARG:CZ 1:L:27:LYS:HD3 2.35 0.56
1:K:179:ILE:O 1:K:254:PRO:HB3 2.05 0.56
1:K:234: TRP:HE3 1:K:234: TRP:H 1.51 0.56
1:K:430:ALA:HB2 1:L:383:ARG:HH21 1.71 0.56
2:M:6:GLN:HE22 2:M:95:TYR:HA 1.70 0.56
2:M:11:VAL:HG22 2:M:123:THR:OG1 2.05 0.56
2:M:97:ALA:HB1 2:M:114:ASP:O 2.05 0.56
2:M:99:VAL:HB 2:M:111:TYR:CD2 2.40 0.56
2:S:37:VAL:HG22 2:S5:47:TRP:HA 1.87 0.56
2:5:197:VAL:HG21 2:S:207:TYR:CZ 2.41 0.56
2:W:6:GLN:NE2 2:W:117:GLY:HA3 2.12 0.56
2:5:7:SER:HB3 2:5:21:SER:OG 2.05 0.56
2:5:10:GLU:O 2:5:122:VAL:HA 2.04 0.56
2:9:7:SER:HB3 2:9:21:SER:OG 2.05 0.56
2:9:111:TYR:CD1 2:9:111:TYR:C 2.78 0.56
2:9:142:LYS:HE2 2:9:144: THR:HG22 1.88 0.56
3:2:139:CYS:HB2 3:2:153: TRP:CZ2 2.40 0.56
5:CA:1:NAG:03 5:CA:2:NAG:H2 2.06 0.56
1:A:120:PHE:CD2 1:A:150:ARG:HD2 2.40 0.56
1:B:277:CYS:SG 1:B:278:ILE:N 2.78 0.56
1:B:293:PRO:HB3 1:B:385:1LE:HD13 1.86 0.56
1:C:277:CYS:SG 1:C:278:1LE:N 2.79 0.56
1:C:376:GLN:CB 1:C:439:LEU:HD11 2.35 0.56
1:D:293:PRO:HB3 1:D:385:ILE:HD13 1.87 0.56
1:E:61:GLY:O 1:E:64:CYS:HB2 2.06 0.56
1:E:326:LYS:HZ3 1:E:341:ASN:HD22 1.53 0.56
1:G:277:CYS:SG 1:G:278:ILE:N 2.78 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
2:Q:93:VAL:HG22 2:Q:121:MET:HG2 1.88 0.56
2:U:182:VAL:CG1 3:V:182:TYR:HD2 2.18 0.56
2:1:34:LEU:HD23 2:1:97:ALA:O 2.06 0.56
2:5:2:VAL:CG2 2:5:115:VAL:HG21 2.36 0.56
3:N:128:GLU:O 3:N:131:GLN:HB3 2.06 0.56
3:R:155:ALA:HB1 3:R:193:HIS:CE1 2.40 0.56
3:X:139:CYS:HB2 3:X:153: TRP:CZ2 2.41 0.56
3:0:29:ILE:HG23 3:0:71: THR:HA 1.87 0.56
1:D:404:GLY:HA3 1:E:107:SER:HB2 1.85 0.56
1:F:96:ASN:HA 1:F:224:ARG:HH11 1.70 0.56
1:J:403:GLU:HB2 1:J:407:GLN:HB2 1.87 0.56
1:L:384:VAL:HG12 1:L:385:ILE:HG23 1.88 0.56
2:M:111:TYR:C 2:M:111:TYR:CD1 2.78 0.56
2:Y:197:VAL:HG21 2:Y:207:-TYR:CZ 2.41 0.56
2:9:108:PHE:HB2 2:9:111:TYR:HE2 1.70 0.56
3:P:50:ILE:HD13 3:P:75:LEU:HD13 1.88 0.56
3:T:29:1LE:HG23 3:T:71: THR:HA 1.87 0.56
3:V:151:VAL:HG13 | 3:V:200:VAL:HG12 1.86 0.56
3:2:49:LEU:O 3:2:57:PRO:HG3 2.06 0.56
3:2:125:PRO:CG 3:2:135:ALA:HB1 2.36 0.56
1:B:87:PHE:O 1:B:267:ILE:HG13 2.05 0.56
1:D:316:LEU:HD12 1:D:317:ALA:N 2.21 0.56
1:F:60:ASP:0OD2 1:F¥:274.1LE:HD11 2.06 0.56
1:G:386:GLU:HA 1:G:386:GLU:OE2 2.06 0.56
1:H:148:PHE:HB2 1:H:151:LEU:HB2 1.87 0.56
1:J:430:ALA:HB2 1:K:383:ARG:HH21 1.69 0.56
1:K:388:THR:CG2 1:K:389:ASN:N 2.68 0.56
1:L:277:CYS:SG 1:L:278:1LE:N 2.79 0.56
2:0:17:SER:CB 2:0:84:LYS:HA 2.35 0.56
2:5:40:ALA:HB3 2:5:43:GLN:CB 2.34 0.56
2:5:98:ARG:HG2 2:5:98:ARG:HH11 1.70 0.56
2:W:168:ASN:HB2 2:W:171:ALA:HB3 1.88 0.56
2:Y:37:VAL:HG22 2:Y:47:-TRP:HA 1.86 0.56
2:1:6:GLN:HE21 2:1:117:GLY:HA3 1.70 0.56
2:5:6:GLN:HE22 2:5:95:TYR:HA 1.70 0.56
3:T:11:SER:HB3 3:T:111:LEU:HD12 1.88 0.56
3:6:155:ALA:HB1 3:6:193:HIS:CE1 2.40 0.56
1:A:326:LYS:HZ3 1:A:341:ASN:HD22 1.53 0.56
1:D:189:GLN:H 1:D:189:GLN:CD 2.07 0.56
1:D:213:ILE:HG13 1:D:233: TYR:CE2 2.41 0.56
1:G:108:LEU:O 1:G:112:VAL:HG23 2.06 0.56
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1:H:403:GLU:HB2 1:H:407:GLN:HB2 1.88 0.56
1:1:403: GLU:HB2 1:1:407:GLN:HB2 1.87 0.56
2:M:30: THR:HG22 2:M:74: THR:HG22 1.88 0.56
2:M:50: TRP:HE1 2:M:99:VAL:HG21 1.71 0.56
2:0:11:VAL:HG13 2:0:123:THR:HB 1.87 0.56
2:Q:6:GLN:HB2 2:Q:118:GLN:OE1 2.05 0.56
2:5:91: THR:CB 2:S:124:VAL:H 2.18 0.56
2:U:4:LEU:HD11 2:U:115:VAL:O 2.05 0.56
2:U:38:ARG:HD2 2:U:46:GLU:OE1 2.05 0.56
2:W:84:LYS:NZ 2:9:142:LYS:CE 2.69 0.56
2:1:38:ARG:HD2 2:1:46:GLU:OE1 2.05 0.56
2:7:11:VAL:HG22 2:7:123: THR:OG1 2.06 0.56
3:P:139:CYS:HB2 3:P:153: TRP:CZ2 2.40 0.56
3:X:49:LEU:O 3:X:57:PRO:HG3 2.06 0.56
3:8:164:VAL:HG22 3:8:183:LEU:HD21 1.88 0.56
1:A:161:TYR:HB2 1:A:196:VAL:CG2 2.36 0.56
1:A:208:ARG:CZ 1:A:238:LYS:HD2 2.36 0.56
1:A:343:TRP:HB3 1:A:354:ARG:NH2 2.21 0.56
1:A:357:ASN:ND2 1:A:359:GLU:HB2 2.20 0.56
1:A:383:ARG:HH22 | 1:C:426:GLU:HG3 1.70 0.56
1:E:335:ILE:HG23 1:E:335:1ILE:O 2.06 0.56
1:G:384:VAL:HG12 1:G:385:ILE:HG23 1.88 0.56
1:1:191:GLN:NE2 1:I:217:ILE:HD11 2.20 0.56
1:1:277.CYS:SG 1:1:278:ILE:N 2.78 0.56
1:1:312:ASN:OD1 1:1:313: THR:HG22 2.05 0.56
1:1:326:LYS:HB3 1:1:328: THR:CG2 2.31 0.56
1:K:386:GLU:HA 1:K:386:GLU:OE2 2.05 0.56
2:Y:168:ASN:HB2 2:Y:171:ALA:HB3 1.88 0.56
2:1:133:SER:O 2:1:155:VAL:HA 2.06 0.56
2:5:6:GLN:HB3 2:5:120: THR:CG2 2.35 0.56
2:7:168:ASN:HB2 2:7:171:ALA:HB3 1.88 0.56
2:7:197:VAL:HG21 2:7:207:TYR:CZ 2.41 0.56
3:T:139:CYS:HB2 3:T:153: TRP:CZ2 2.41 0.56
3:X:125:PRO:CG 3:X:135:ALA:HB1 2.35 0.56
1:D:383:ARG:HH22 1:F:426:GLU:HG3 1.70 0.56
1:1:148:PHE:HB2 1:1:151:LEU:HB2 1.88 0.56
1:K:335:ILE:HG23 1:K:335:ILE:O 2.06 0.56
1:K:426:GLU:HG3 1:1:383:ARG:NH2 2.21 0.56
2:U:197:VAL:HG21 2:U:207:TYR:CZ 2.41 0.56
2:Y:108:PHE:HB2 2:Y:111:TYR:CE2 2.41 0.56
2:3:34:LEU:HD23 2:3:97:ALA:O 2.06 0.56
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Atom-1 Atom-2 distance (A) overlap (A)

3:T:155:ALA:HB1 3:T:193:HIS:CE1 2.41 0.56
3:V:128:GLU:O 3:V:131:GLN:HB3 2.05 0.56
3:7:128:GLU:O 3:7:131:GLN:HB3 2.06 0.56
3:7:155:ALA:HB1 3:7:193:HIS:CE1 2.41 0.56
3:6:23: THR:HG22 3:6:72:SER:HB2 1.88 0.56
1:B:148:PHE:HB2 1:B:151:LEU:HB2 1.88 0.55
1:F:326:LYS:NZ 1:F:341:ASN:HD22 2.04 0.55
1:G:278:ILE:HD13 3:P:204:GLY:HA2 1.87 0.55
1:G:453:ARG:HD3 1:1:463:GLY:HA2 1.87 0.55
1:H:407:GLN:HG2 1:H:411:LYS:HE3 1.86 0.55
1:1:111:LEU:HD12 1:1:112:VAL:N 2.21 0.55
1:J:210:GLN:HE21 1:L:220:ARG:NE 2.03 0.55
1:K:277:CYS:SG 1:K:278:ILE:N 2.78 0.55
1:1:403:GLU:HB2 1:L:407:GLN:HB2 1.88 0.55
2:0:98:ARG:HG2 2:0:98:ARG:HH11 1.71 0.55
2:5:99:VAL:HB 2:S:111:TYR:CD2 2.41 0.55
2:U:179:PHE:HB3 3:V:180:SER:OG 2.05 0.55
2:W:99:VAL:HB 2:W:111:TYR:CE2 2.40 0.55
2:Y:133:SER:O 2:Y:155:VAL:HA 2.06 0.55
2:1:17:SER:CB 2:1:84:LYS:HA 2.36 0.55
2:5:102:VAL:HG12 2:5:103:ARG:N 2.22 0.55
2:9:94:TYR:HE2 2:9:122:VAL:HG21 1.71 0.55
2:9:197:VAL:HG21 2:9:207:TYR:CZ 2.42 0.55
3:N:20:ILE:CG2 3:N:106:THR:HG21 2.36 0.55
3:P:93:TYR:HA 3:P:100:SER:HA 1.88 0.55
3:T:139:CYS:HB2 3:T:153: TRP:HZ2 1.71 0.55
3:4:125:PRO:CG 3:4:135:ALA:HB1 2.36 0.55
3:8:29:ILE:HG23 3:8:71: THR:HA 1.88 0.55
1:A:234: TRP:H 1:A:234: TRP:HE3 1.54 0.55
1:A:251:LEU:HD12 1:A:252:ILE:H 1.71 0.55
1:D:15:LEU:N 1:D:15:LEU:HD12 2.22 0.55
1:G:148:PHE:HB2 1:G:151:LEU:HB2 1.87 0.55
1:H:312:ASN:OD1 1:H:313: THR:HG22 2.05 0.55
1:H:316:LEU:HD12 1:H:317:ALA:N 2.21 0.55
1:K:61:GLY:HA2 1:K:79:PHE:CZ 2.41 0.55
2:Q:99:VAL:HB 2:Q:111:TYR:CD2 2.42 0.55
2:5:102:VAL:HG12 2:5:103:ARG:N 2.22 0.55
2:1:50: TRP:HE1 2:1:99:VAL:HG21 1.70 0.55
2:3:98:ARG:HG2 2:3:98:ARG:HH11 1.71 0.55
2:5:37:VAL:HG22 2:5:47:TRP:HA 1.87 0.55
3:N:155:ALA:HB1 3:N:193:HIS:CE1 2.41 0.55
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3:R:125:PRO:CG 3:R:135:ALA:HB1 2.36 0.55
3:R:151:VAL:HG13 | 3:R:200:VAL:HG12 1.88 0.55
3:R:172:GLN:HB2 3:R:176:LYS:O 2.06 0.55
3:T:172:GLN:HB2 3:T:176:LYS:O 2.07 0.55
3:V:164:VAL:HG22 | 3:V:183:LEU:HD21 1.87 0.55
3:X:26:SER:HA 3:X:29:ILE:HB 1.89 0.55
3:7:20:ILE:CG2 3:7:106: THR:HG21 2.37 0.55
3:2:161:LYS:HA 3:2:164:VAL:CG2 2.36 0.55
3:6:82:ALA:O 3:6:85:GLU:HG2 2.06 0.55
1:B:459:ALA:HB2 1:B:469:ILE:HA 1.89 0.55
1:G:84: TRP:CE2 1:G:116:GLY:HA2 2.42 0.55
1:J:293:PRO:HB3 1:J:385:ILE:HD13 1.88 0.55
1:K:96:ASN:HA 1:K:224:ARG:HH11 1.71 0.55
1:1:191:GLN:NE2 1:L:217:ILE:HD11 2.21 0.55
2:0:99:VAL:HB 2:0:111:TYR:CD2 2.42 0.55
2:Q:168:ASN:HB2 2:Q:171:ALA:HB3 1.88 0.55
2:U:6:GLN:HE22 2:U:95:TYR:HA 1.71 0.55
2:Y:17:SER:CB 2:Y:84:LYS:HA 2.36 0.55
2:3:50: TRP:HE1 2:3:99:VAL:HG21 1.71 0.55
2:3:133:SER:O 2:3:155:VAL:HA 2.06 0.55
2:7:30: THR:HG22 2:7:74:- THR:HG22 1.88 0.55
3:P:20:ILE:CG2 3:P:106: THR:HG21 2.36 0.55
3:V:125:PRO:CG 3:V:135:ALA:HB1 2.36 0.55
3:X:29:ILE:HG23 3:X:71:THR:HA 1.87 0.55
3:0:147:GLY:O 3:0:169:PRO:HG3 2.06 0.55
1:C:99:PRO:HB2 1:C:229:ARG:HD3 1.88 0.55
1:E:277:.CYS:SG 1:E:278:ILE:N 2.79 0.55
1:1:316:LEU:HD12 1:I:317:ALA:N 2.21 0.55
1:1:357:ASN:ND2 1:1:359: GLU:HB2 2.19 0.55
1:J:99:PRO:HB2 1:J:229:ARG:HD3 1.89 0.55
1:J:384:VAL:CG1 1:J:385:ILE:N 2.70 0.55
2:Q:4:LEU:HD11 2:Q:115:VAL:O 2.06 0.55
2:Q:37:-VAL:HG22 2:Q:47TRP:HA 1.89 0.55
2:S:6:GLN:HB3 2:5:120: THR:HG23 1.88 0.55
2:S:38:ARG:HD2 2:S5:46:GLU:OE1 2.05 0.55
2:5:133:SER:O 2:S5:155:VAL:HA 2.07 0.55
2:U:133:SER:O 2:U:155:VAL:HA 2.07 0.55
2:1:99:VAL:HB 2:1:111:TYR:CZ 2.40 0.55
2:9:37:VAL:HG22 2:9:47:TRP:HA 1.87 0.55
3:N:113:GLN:HG3 3:N:175:ASN:HD21 1.69 0.55
3:N:172:GLN:HB2 3:N:176:LYS:O 2.07 0.55

Continued on next page...



Page 93

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
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3:V:172:GLN:HB2 3:V:176:LYS:O 2.07 0.55
3:7:82:ALA:O 3:7:85:GLU:HG2 2.07 0.55
1:B:216:ASN:HB3 1:C:212: THR:HG21 1.87 0.55
1:C:15:LEU:HD12 1:C:15:LEU:N 2.20 0.55
1:H:309:VAL:HB 1:H:311:GLN:OE1 2.06 0.55
1:1:376:GLN:HB3 1:1:439:LEU:HD11 1.89 0.55
1:J:251:LEU:HD12 1:J:252:1ILE:H 1.72 0.55
1:K:331:LEU:H 1:K:331:LEU:CD2 2.00 0.55
2:Q:100:GLU:N 2:Q:111:TYR:HB2 2.14 0.55
2:U:112:PRO:HB3 3:V:36:HIS:CE1 2.41 0.55
2:Y:102:VAL:HG12 2:Y:103:ARG:N 2.22 0.55
2:5:17:SER:CB 2:5:84:LYS:HA 2.37 0.55
2:5:50: TRP:HE1 2:5:99:VAL:HG21 1.72 0.55
2:5:154:LEU:HD23 3:6:129:GLU:OE2 2.06 0.55
2:5:197:VAL:HG21 2:5:207:-TYR:CZ 2.41 0.55
2:7:99:VAL:HB 2:7:111:TYR:CD2 2.42 0.55
2:7:179:PHE:HE2 3:8:142:SER:HB3 1.72 0.55
2:9:34:LEU:HD23 2:9:97:ALA:O 2.06 0.55
3:T:128:GLU:O 3:T:131:GLN:HB3 2.07 0.55
3:V:93:TYR:HA 3:V:100:SER:HA 1.88 0.55
3:X:172:GLN:HB2 3:X:176:LYS:O 2.06 0.55
3:4:49:LEU:O 3:4:57:PRO:HG3 2.07 0.55
1:A:403:GLU:HB2 1:A:407:GLN:HB2 1.88 0.55
1:A:463:GLY:HA3 1:B:453:ARG:HB3 1.89 0.55
1:B:99:PRO:HB2 1:B:229:ARG:CD 2.37 0.55
1:C:293:PRO:HB3 1:C:385:ILE:HD13 1.88 0.55
1:D:309:VAL:HB 1:D:311:GLN:OE1 2.06 0.55
1:1:96:ASN:HA 1:1:224:ARG:HH11 1.71 0.55
1:K:120:PHE:O 1:K:121:ILE:HD13 2.07 0.55
2:S5:2:VAL:CG2 2:5:115:VAL:HG21 2.37 0.55
2:5:44:GLY:HA2 3:T:89:TYR:OH 2.07 0.55
2:W:133:SER:O 2:W:155:VAL:HA 2.07 0.55
2:Y:33:GLY:HA3 2:Y:99:VAL:CG2 2.25 0.55
2:1:92:ALA:H 2:1:122:VAL:HG22 1.71 0.55
2:3:102:VAL:HG12 2:3:103:ARG:N 2.22 0.55
3:R:29:ILE:HG23 3:R:71:THR:HA 1.87 0.55
3:X:169:PRO:HA 3:X:179:ALA:HB2 1.89 0.55
3:4:20:ILE:CG2 3:4:106:THR:HG21 2.37 0.55
3:0:164:VAL:HG22 3:0:183:LEU:HD21 1.87 0.55
1:B:220:ARG:HA 1:C:244:VAL:HG11 1.87 0.55
1:B:326:LYS:HZ3 1:B:341:ASN:HD22 1.55 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
1:F:295:GLN:NE2 1:F:308: TYR:HB2 2.22 0.55
1:G:15:LEU:N 1:G:15:LEU:HD12 2.22 0.55
1:G:376:GLN:HB3 1:G:439:LEU:HD11 1.88 0.55
1:H:331:LEU:H 1:H:331:LEU:CD2 1.99 0.55
1:H:384:VAL:CG1 1:H:385:ILE:N 2.70 0.55
1:1:61:GLY:HA2 1:I:79:PHE:CZ 2.42 0.55
1:1:459:ALA:HB2 1:1:469:1LE:HA 1.88 0.55
1:J:14:CYS:SG 1:J:335:1ILE:HG23 2.46 0.55
1:1:376:GLN:HB3 1:1:439:LEU:HD11 1.88 0.55
1:1:384:VAL:HG13 1:1L:428:LEU:HD21 1.87 0.55
2:M:37:VAL:HG22 2:M:47:-TRP:HA 1.88 0.55
3:N:26:SER:HA 3:N:29:1LE:HB 1.89 0.55
3:N:139:CYS:HB2 3:N:153: TRP:CZ2 2.41 0.55
3:N:139:CYS:HB2 3:N:153: TRP:HZ2 1.71 0.55
3:4:139:CYS:HB2 3:4:153: TRP:CZ2 2.40 0.55
1:B:407:GLN:HG2 1:B:411:LYS:HE3 1.89 0.55
1:C:87:PHE:O 1:C:267:ILE:HG13 2.07 0.55
1:D:84:TRP:CE2 1:D:116:GLY:HA2 2.42 0.55
1:D:384:VAL:CG1 1:D:385:ILE:N 2.70 0.55
1:D:386:GLU:HA 1:D:386:GLU:OE2 2.04 0.55
1:D:459:ALA:HB2 1:D:469:ILE:HA 1.86 0.55
1:F:335:ILE:HG23 1:F:335:ILE:O 2.07 0.55
1:G:335:1ILE:HG23 1:G:335:1ILE:O 2.06 0.55
1:1:312:ASN:OD1 1:L:313:THR:HG22 2.07 0.55
2:M:197:VAL:HG21 2:M:207:TYR:CZ 2.42 0.55
2:Q:112:PRO:HB3 3:R:51:SER:HB2 1.89 0.55
2:W:112:PRO:HB3 3:X:36:HIS:CE1 2.42 0.55
2:1:52:ASN:CG 2:1:55:ASP:HB3 2.27 0.55
3:2:125:PRO:HG2 3:2:135:ALA:HB1 1.89 0.55
3:2:155:ALA:HB1 3:2:193:HIS:CE1 2.42 0.55
3:0:161:LYS:HA 3:0:164:VAL:CG2 2.36 0.55
1:A:61:GLY:O 1:A:64:CYS:HB2 2.07 0.55
1:A:96:ASN:HA 1:A:224:ARG:HH11 1.71 0.55
1:A:383:ARG:NH1 1:C:27:LYS:HD3 2.21 0.55
1:C:14:CYS:SG 1:C:335:1ILE:HG23 2.47 0.55
1:D:120:PHE:CD2 1:D:150:ARG:HD2 2.41 0.55
1:E:15:LEU:HD12 1:E:15:LEU:N 2.22 0.55
1:E:357:ASN:ND2 1:E:359:GLU:HB2 2.21 0.55
1:E:376:GLN:HB3 1:E:439:LEU:HD11 1.89 0.55
1:F:347:ILE:HD13 1:F:347:ILE:N 2.22 0.55
1:H:347:1ILE:HD13 1:H:347:ILE:N 2.22 0.55
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1:J:84:TRP:CE2 1:J:116:GLY:HA2 2.41 0.55
1:J:383:ARG:HH22 1:1:426:GLU:HG3 1.72 0.55
1:L:15:LEU:N 1:L:15:LEU:HD12 2.21 0.55
2:M:174:SER:HB3 2:7:204:THR:CG2 2.36 0.55
2:M:177:HIS:NE2 3:N:172:GLN:CD 2.61 0.55
2:W:50:TRP:HE1 2:W:99:VAL:HG21 1.71 0.55
2:Y:35:SER:HB2 2:Y:47:TRP:HE1 1.72 0.55
2:5:34:LEU:HD23 2:5:97:ALA:O 2.07 0.55
2:5:99:VAL:HB 2:5:111:TYR:CE2 2.41 0.55
3:N:93:TYR:HA 3:N:100:SER:HA 1.88 0.55
3:P:82:ALA:O 3:P:85:GLU:HG2 2.07 0.55
3:R:82:ALA:O 3:R:85:GLU:HG2 2.06 0.55
3:R:147:GLY:O 3:R:169:PRO:HG3 2.07 0.55
3:R:169:PRO:HA 3:R:179:ALA:HB2 1.89 0.55
3:V:29:ILE:HG23 3:V:71:THR:HA 1.89 0.55
3:V:155:ALA:HB1 3:V:193:HIS:CE1 2.41 0.55
3:8:151:VAL:HG13 3:8:200:VAL:HG12 1.87 0.55
5:IA:1:NAG:03 5:IA:2:NAG:H2 2.07 0.55
1:A:384:VAL:CG1 1:A:385:ILE:N 2.70 0.55
1:A:431:LEU:O 1:A:435:HIS:HB2 2.07 0.55
1:B:251:LEU:HD12 1:B:252:1LE:H 1.71 0.55
1:H:431:LEU:O 1:H:435:HIS:HB2 2.07 0.55
1:1:347:ILE:HD13 1:1:347:ILE:N 2.21 0.55
1:K:111:LEU:HD12 1:K:112:VAL:N 2.21 0.55
3:V:125:PRO:HG2 3:V:135:ALA:HB1 1.89 0.55
3:X:20:ILE:CG2 3:X:106:THR:HG21 2.37 0.55
1:C:380:LYS:NZ 1:C:384:VAL:HG23 2.21 0.54
1:D:74:PRO:HA 1:D:77:ASP:0D2 2.07 0.54
1:D:243:LEU:HD12 1:D:244:VAL:H 1.71 0.54
1:D:272:ALA:HA 2:5:105:VAL:HG22 1.89 0.54
1:D:312:ASN:OD1 1:D:313: THR:HG22 2.06 0.54
1:H:335:ILE:HG23 1:H:335:ILE:O 2.07 0.54
1:K:384:VAL:HG12 1:K:385:ILE:HG23 1.89 0.54
1:L:161: TYR:HB2 1:L:196:VAL:CG2 2.37 0.54
1:L:170:ASN:ND2 1:L:239:PRO:HA 2.22 0.54
2:M:210:ASN:HA 2:M:221:ASP:0OD1 2.07 0.54
2:0:52:ASN:CG 2:0:55:ASP:HB3 2.27 0.54
2:U:179:PHE:CG 3:V:140:LEU:HD22 2.43 0.54
2:1:102:VAL:HG12 2:1:103:ARG:N 2.21 0.54
2:1:168:ASN:HB2 2:1:171:ALA:HB3 1.90 0.54
2:5:168:ASN:HB2 2:5:171:ALA:HB3 1.89 0.54
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3:P:125:PRO:CG 3:P:135:ALA:HB1 2.36 0.54
3:P:161:LYS:HA 3:P:164:VAL:CG2 2.37 0.54
3:7:26:SER:HA 3:7:29:1LE:HB 1.89 0.54
3:7:125:PRO:CG 3:7:135:ALA:HB1 2.36 0.54
3:4:23: THR:HG22 3:4:72:SER:HB2 1.88 0.54
1:B:14:CYS:SG 1:B:335:ILE:HG23 2.46 0.54
1:B:335:ILE:HG23 1:B:335:ILE:O 2.06 0.54
1:D:335:ILE:HG23 1:D:335:1LE:O 2.06 0.54
1:E:407:GLN:HG2 1:E:411:LYS:HE3 1.90 0.54
1:G:74:PRO:HA 1:G:77:ASP:0D2 2.06 0.54
1:G:161:TYR:HB2 1:G:196:VAL:CG2 2.38 0.54
1:H:80:GLN:HB3 1:H:150:ARG:NH2 2.22 0.54
1:J:87.:PHE:O 1:J:267:ILE:HG13 2.07 0.54
1:K:316:LEU:HD12 1:K:317:ALA:N 2.22 0.54
2:Q:38:ARG:HD2 2:Q:46:GLU:OFE1 2.07 0.54
2:U:37:VAL:HG22 2:U:47:TRP:HA 1.89 0.54
2:U:94:TYR:HE2 2:U:122:VAL:HG21 1.71 0.54
2:Y:92:ALA:H 2:Y:122:VAL:HG22 1.71 0.54
2:1:197:VAL:HG21 2:1:207:TYR:CZ 2.42 0.54
2:5:91:THR:CB 2:5:124:VAL:H 2.19 0.54
2:7:99:VAL:HB 2:7:111:TYR:CE1 2.42 0.54
2:7:133:SER:O 2:7:155:VAL:HA 2.07 0.54
3:V:49:LEU:O 3:V:57:PRO:HG3 2.07 0.54
3:X:93:TYR:HA 3:X:100:SER:HA 1.89 0.54
3:7:151:VAL:HG13 3:7:200:VAL:HG12 1.88 0.54
1:A:321:ARG:HD2 1:A:437:ILE:HG23 1.90 0.54
1:B:134:GLY:HA3 1:B:153: TRP:HB3 1.88 0.54
1:C:74:PRO:HA 1:C:77:ASP:0OD2 2.07 0.54
1:C:335:1ILE:HG23 1:C:335:1LE:O 2.06 0.54
1:C:431:LEU:O 1:C:435:HIS:HB2 2.07 0.54
1:D:111:LEU:HD12 1:D:112:VAL:N 2.22 0.54
1:D:278:ILE:HD13 3:0:204:GLY:CA 2.37 0.54
1:G:426:GLU:HG3 1:H:383:ARG:NH2 2.22 0.54
1:J:74:PRO:HA 1:J:77:ASP:0D2 2.07 0.54
1:K:99:PRO:HB2 1:K:229:ARG:CD 2.37 0.54
1:1.:326:LYS:HZ3 1:1:341:ASN:HD22 1.55 0.54
2:Q:60:TYR:CE1 2:Q:70:MET:HG2 2.39 0.54
2:W:17:SER:CB 2:W:84:LYS:HA 2.38 0.54
2:3:197:VAL:HG21 2:3:207:TYR:CZ 2.41 0.54
2:9:100:GLU:HG2 2:9:110:TYR:HH 1.73 0.54
2:9:111:TYR:CE1 2:9:113:MET:HG2 2.40 0.54
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3:X:82:ALA:O 3:X:85:GLU:HG2 2.08 0.54
3:6:172:GLN:HB2 3:6:176:LYS:O 2.07 0.54
3:0:49:LEU:O 3:0:57:PRO:HG3 2.07 0.54
3:0:196:TYR:O 3:0:210: THR:HG23 2.08 0.54
1:B:96:ASN:HA 1:B:224:ARG:HH11 1.72 0.54
1:E:87:PHE:O 1:E:267:ILE:HG13 2.08 0.54
1:E:384:VAL:CG1 1:E:385:ILE:N 2.69 0.54
1:E:403:GLU:HB2 1:E:407:GLN:HB2 1.88 0.54
1:E:431:LEU:O 1:E:435:HIS:HB2 2.08 0.54
1:H:401:GLU:HG3 1:1:238:LYS:HE2 1.89 0.54
1:1:384:VAL:CG1 1:1:385:ILE:N 2.70 0.54
1:J:96:ASN:HA 1:J:224:ARG:HH11 1.73 0.54
1:K:27.LYS:HD3 1:L:383:ARG:NH1 2.22 0.54
2:0:197:VAL:HG21 2:0:207:TYR:CZ 2.42 0.54
2:Q:197:-VAL:HG21 2:Q:207:-TYR:CZ 2.42 0.54
2:U:11:VAL:HG22 2:U:123: THR:OG1 2.08 0.54
2:U:168:ASN:HB2 2:U:171:ALA:HB3 1.89 0.54
2:3:6:GLN:HE22 2:3:95:TYR:HA 1.71 0.54
2:5:108:PHE:CB 2:5:111:TYR:HE2 2.21 0.54
3:N:164:VAL:HG22 | 3:N:183:LEU:HD21 1.88 0.54
3:R:20:ILE:CG2 3:R:106:THR:HG21 2.38 0.54
3:7:49:LEU:O 3:7:57:PRO:HG3 2.07 0.54
3:7:125:PRO:HG2 3:7:135:ALA:HB1 1.90 0.54
3:7:137:LEU:HB3 3:7:153: TRP:CH2 2.43 0.54
3:8:161:LYS:HA 3:8:164:VAL:CG2 2.37 0.54
3:0:113:GLN:HG3 3:0:175:ASN:ND2 2.22 0.54
1:C:61:GLY:O 1:C:64:CYS:HB2 2.07 0.54
1:E:459:ALA:HB2 1:E:469:ILE:HA 1.89 0.54
1:F:148:PHE:CB 1:F:151:LEU:HB2 2.37 0.54
1:G:251:LEU:HD12 1:G:252:ILE:H 1.72 0.54
1:H:220:ARG:HB2 1:H:221:PRO:HD2 1.89 0.54
1:H:343: TRP:HB3 1:H:354:ARG:NH2 2.21 0.54
1:1:84: TRP:CE2 1:1:116:GLY:HA2 2.43 0.54
1:J:335:ILE:HG23 1:J:335:1LE:O 2.07 0.54
1:L:431:LEU:O 1:1L:435:HIS:HB2 2.08 0.54
2:0:102:VAL:HG12 2:0:103:ARG:N 2.22 0.54
2:5:168:ASN:HB2 2:S:171:ALA:HB3 1.88 0.54
2:U:34:LEU:HD23 2:U:97:ALA:O 2.08 0.54
2:9:17:SER:CB 2:9:84:LYS:HA 2.36 0.54
2:9:38:ARG:HD2 2:9:46:GLU:OE1 2.07 0.54
2:9:133:SER:O 2:9:155:VAL:HA 2.08 0.54
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3:X:161:LYS:HA 3:X:164:VAL:CG2 2.37 0.54
3:4:155:ALA:HB1 3:4:193:HIS:CE1 2.41 0.54
3:4:161:LYS:HA 3:4:164:VAL:CG2 2.37 0.54
3:6:93: TYR:HA 3:6:100:SER:HA 1.89 0.54
5:FA:1:NAG:03 5:FA:2:NAG:H2 2.07 0.54
1:B:343: TRP:HB3 1:B:354:ARG:NH2 2.23 0.54
1:C:99:PRO:HB2 1:C:229:ARG:CD 2.38 0.54
1:G:459:ALA:HB2 1:G:469:1LE:HA 1.90 0.54
1:H:272:ALA:HA 2:1:105:VAL:CG2 2.37 0.54
1:1:243:LEU:HD12 1:1:244:VAL:H 1.71 0.54
1:J:386:GLU:HA 1:J:386:GLU:OE2 2.06 0.54
1:K:29:ILE:O 1:L:380:LYS:HG2 2.08 0.54
1:L:17:HIS:HB2 1:L:320:MET:HE1 1.90 0.54
1:L:148:PHE:HB2 1:L:151:LEU:HB2 1.88 0.54
2:M:33:GLY:HA3 2:M:99:VAL:CG2 2.28 0.54
2:M:91: THR:CB 2:M:124:VAL:H 2.18 0.54
2:0:111:TYR:C 2:0:111:TYR:CD1 2.81 0.54
2:0:179:PHE:CE2 3:P:142:SER:HB3 2.42 0.54
2:Q:98:ARG:HG2 2:Q:98:ARG:HH11 1.72 0.54
2:1:6:GLN:HB3 2:1:120: THR:CG2 2.38 0.54
3:T:93:TYR:HA 3:T:100:SER:HA 1.89 0.54
3:T:125:PRO:HG2 3:T:135:ALA:HB1 1.89 0.54
3:T:161:LYS:HA 3:T:164:VAL:CG2 2.38 0.54
3:4:126:SER:OG 3:4:129:GLU:HB2 2.08 0.54
3:0:82:ALA:O 3:0:85:GLU:HG2 2.08 0.54
1:A:183:HIS:HA 1:A:230:ILE:HD13 1.88 0.54
1:A:335:ILE:HD11 1:A:354:ARG:HB3 1.90 0.54
1:C:321:ARG:HD2 1:C:437:1LE:HG23 1.89 0.54
1:E:384:VAL:HG12 1:E:385:ILE:HG23 1.90 0.54
1:G:347:ILE:HD13 1:G:347:ILE:N 2.21 0.54
1:H:99:PRO:HB2 1:H:229:ARG:HD3 1.89 0.54
1:H:120:PHE:CD2 1:H:150:ARG:HD2 2.42 0.54
1:K:67:ILE:HG13 1:K:105:TYR:CE2 2.43 0.54
2:U:111:TYR:HE1 2:U:113:MET:HG2 1.72 0.54
2:Y:20:VAL:HG13 | 2:Y:120:THR:HG21 1.90 0.54
2:Y:112:PRO:HB3 3:7:36:HIS:CE1 2.43 0.54
2:1:6:GLN:HB2 2:1:118:GLN:OE1 2.07 0.54
2:7:17:SER:CB 2:7:84:LYS:HA 2.38 0.54
2:9:18:VAL:HG12 2:9:19:THR:N 2.23 0.54
2:9:99:VAL:HB 2:9:111:TYR:CE2 2.42 0.54
3:N:49:LEU:O 3:N:57:PRO:HG3 2.07 0.54

Continued on next page...




Page 99

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

3:V:126:SER:OG 3:V:129:GLU:HB2 2.08 0.54
3:7:29:1LE:HG23 3:7Z:71:THR:HA 1.88 0.54
3:4:172:GLN:HB2 3:4:176:LYS:O 2.07 0.54
3:8:26:SER:HA 3:8:29:1LE:HB 1.89 0.54
1:B:182:VAL:HG22 | 1:B:202:VAL:HG21 1.90 0.54
1:C:384:VAL:CG1 1:C:385:ILE:N 2.70 0.54
1:D:61:GLY:O 1:D:64:CYS:HB2 2.08 0.54
1:D:99:PRO:HB2 1:D:229:ARG:HD3 1.90 0.54
1:F:326:LYS:NZ 1:F:341:ASN:ND2 2.55 0.54
1:H:61:GLY:O 1:H:64:CYS:HB2 2.08 0.54
1:H:179:ILE:O 1:H:254:PRO:HB3 2.07 0.54
1:1:80: GLN:HB3 1:1:150:ARG:NH2 2.23 0.54
1:1:384:VAL:HG12 1:1:385:ILE:HG23 1.90 0.54
1:J:61:GLY:O 1:J:64:CYS:HB2 2.07 0.54
1:L:167:-THR:HB 5:JA:1:NAG:H61 1.90 0.54
2:M:91: THR:HB 2:M:124:VAL:N 2.20 0.54
2:U:2:VAL:HG21 2:U:115:VAL:HG21 1.89 0.54
2:W:18:VAL:HG12 2:W:19: THR:N 2.22 0.54
2:Y:18:VAL:HG12 2:Y:19:THR:N 2.23 0.54
2:Y:52:ASN:CG 2:Y:55:ASP:HB3 2.28 0.54
3:4:50:ILE:HD13 3:4:75:LEU:HD13 1.90 0.54
3:0:169:PRO:HA 3:0:179:ALA:HB2 1.90 0.54
1:A:74:PRO:HA 1:A:77:ASP:0D2 2.08 0.54
1:B:376:GLN:HB3 1:B:439:LEU:HD11 1.90 0.54
1:C:173:ASN:HA 2:0:75:GLY:HA3 1.90 0.54
1:C:386:GLU:HA 1:C:386:GLU:OE2 2.06 0.54
1:D:170:ASN:ND2 1:D:239:PRO:HA 2.23 0.54
1:D:403:GLU:H 1:D:407:GLN:HE21 1.56 0.54
1:G:62:1ILE:HG13 1:G:63:ASP:N 2.23 0.54
1:G:99:PRO:HB2 1:G:229:ARG:HD3 1.89 0.54
1:G:403:GLU:HB2 1:G:407:GLN:HB2 1.90 0.54
1:H:384:VAL:HG12 1:H:385:ILE:HG23 1.90 0.54
1:J:380:LYS:HZ3 1:J:384:VAL:HG23 1.72 0.54
1:J:436:THR:O 1:J:440: THR:HG23 2.07 0.54
2:7:29:LEU:N 2:7:29:LEU.HD23 2.23 0.54
2:9:109:HIS:HA 3:0:93: TYR:CG 2.43 0.54
3:N:196:TYR:O 3:N:210: THR:HG23 2.08 0.54
3:R:125:PRO:HG2 3:R:135:ALA:HB1 1.90 0.54
3:2:82:ALA:O 3:2:85:GLU:HG2 2.08 0.54
3:2:169:PRO:HA 3:2:179:ALA:HB2 1.89 0.54
3:0:125:PRO:HG2 3:0:135:ALA:HB1 1.88 0.54
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Atom-1 Atom-2 distance (A) overlap (A)

1:A:335:ILE:HG23 1:A:335:ILE:O 2.07 0.54
1:D:161:TYR:HB2 1:D:196:VAL:CG2 2.38 0.54
1:F:403:GLU:H 1:F:407:GLN:HE21 1.56 0.54
1:G:407:GLN:HG2 1:G:411:LYS:HE3 1.89 0.54
1:1:208:ARG:CZ 1:1:238:LYS:HD2 2.37 0.54
1:1:326:LYS:HZ3 1:1:341:ASN:HD22 1.56 0.54
1:J:148:PHE:HB2 1:J:151:LEU:HB2 1.89 0.54
1:K:403:GLU:H 1:K:407:GLN:HE21 1.55 0.54
1:1:99:PRO:HB2 1:1:229:ARG:CD 2.38 0.54
2:W:102:VAL:HG12 2:W:103:ARG:N 2.23 0.54
2:7:111:TYR:C 2:7:111:TYR:CD1 2.81 0.54
2:9:52:ASN:CG 2:9:55:ASP:HB3 2.28 0.54
3:T:169:PRO:HA 3:T:179:ALA:HB2 1.90 0.54
3:X:125:PRO:HG2 3:X:135:ALA:HB1 1.89 0.54
3:4:26:SER:HA 3:4:29:1LE:HB 1.89 0.54
1:B:17:HIS:HB2 1:B:320:MET:HE1 1.90 0.53
1:B:403:GLU:HB2 1:B:407:GLN:HB2 1.90 0.53
1:E:251:LEU:HD12 1:E:252:1LE:H 1.73 0.53
1:F:431:LEU:O 1:F:435:HIS:HB2 2.08 0.53
1:J:234: TRP:HE3 1:J:234:TRP:H 1.52 0.53
1:J:384:VAL:HG12 1:J:385:1ILE:HG23 1.90 0.53
1:J:431:LEU:O 1:J:435:HIS:HB2 2.08 0.53
1:K:99:PRO:HB2 1:K:229:ARG:HD3 1.88 0.53
1:1:321:ARG:HD2 1:L:437:1ILE:HG23 1.90 0.53
2:0:18:VAL:HG12 2:0:19:-THR:N 2.22 0.53
2:W:6:GLN:HB3 2:W:120: THR:CG2 2.38 0.53
2:Y:29:LEU:N 2:Y:29:LEU:HD23 2.23 0.53
2:Y:50:TRP:HE1 2:Y:99:VAL:HG21 1.73 0.53
2:1:108:PHE:O 2:1:111:TYR:CD2 2.61 0.53
2:5:98:ARG:HG2 2:5:98:ARG:HH11 1.72 0.53
2:7:2:VAL:CG2 2:7:115:VAL:HG21 2.37 0.53
2:9:102:VAL:HG12 2:9:103:ARG:N 2.23 0.53
3:R:26:SER:HA 3:R:29:ILE:HB 1.89 0.53
1:F:170:ASN:ND2 1:F:239:PRO:HA 2.23 0.53
1:F:298:ASN:OD1 1:F:300:ILE:N 2.36 0.53
1:G:67:ILE:HG13 1:G:105:TYR:CE2 2.43 0.53
1:G:384:VAL:CG1 1:G:385:ILE:N 2.71 0.53
1:H:17:HIS:HB2 1:H:320:MET:HE1 1.90 0.53
1:K:227:SER:HB2 5:JA:2:NAG:HS&3 1.90 0.53
1:K:347:ILE:HD13 1:K:347:ILE:N 2.23 0.53
1:K:459:ALA:HB2 1:K:469:1LE:HA 1.90 0.53
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2:M:93:VAL:HG22 2:M:121:MET:SD 2.48 0.53
2:QQ:34:LEU:CD2 2:QQ:35:SER:H 2.21 0.53
2:U:50: TRP:HE1 2:U:99:VAL:HG21 1.73 0.53
2:W:30:THR:HG22 | 2:W:74: THR:HG22 1.90 0.53
2:Y:179:PHE:HB3 3:7:180:SER:OG 2.07 0.53
2:1:18:VAL:HG12 2:1:19:THR:N 2.23 0.53
2:3:206: THR:HG21 2:3:223:LYS:CE 2.31 0.53
2:5:133:SER:O 2:5:155:VAL:HA 2.08 0.53
3:P:49:LEU:O 3:P:57:PRO:HG3 2.07 0.53
3:R:50:ILE:HD13 3:R:75:LEU:HD13 1.90 0.53
3:2:7:PRO:HG2 3:7:106: THR:CG2 2.38 0.53
3:7:172:GLN:HB2 3:72:176:LYS:O 2.07 0.53
1:A:380:LYS:NZ 1:A:384:VAL:HG23 2.23 0.53
1:B:169:PRO:HA 1:B:242:VAL:HG23 1.90 0.53
1:B:183:HIS:HA 1:B:230:1ILE:HD13 1.90 0.53
1:C:407:GLN:HG2 1:C:411:LYS:HE3 1.90 0.53
1:D:148:PHE:CB 1:D:151:LEU:HB2 2.38 0.53
1:E:335:ILE:HD11 1:E:354:ARG:HB3 1.91 0.53
1:F:14:CYS:SG 1:F:335:1ILE:HG23 2.48 0.53
1:F:62:ILE:HG13 1:F:63:ASP:N 2.21 0.53
1:F:384:VAL:CG1 1:F:385:ILE:N 2.72 0.53
1:G:96:ASN:HA 1:G:224:ARG:HH11 1.73 0.53
1:G:321:ARG:HD2 1:G:437:ILE:HG23 1.91 0.53
1:J:421:TRP:HA 1:J:424:ASN:HD22 1.74 0.53
1:K:384:VAL:CG1 1:K:385:ILE:HG23 2.39 0.53
1:K:403:GLU:HB2 1:K:407:GLN:HB2 1.91 0.53
1:K:457:GLU:HG3 1:K:499:ARG:NH1 2.23 0.53
1:1:335:ILE:HG23 1:L:335:1LE:O 2.07 0.53
1:1:384:VAL:CG1 1:1:385:1LE:N 2.71 0.53
2:M:35:SER:HB2 2:M:47:-TRP:HE1 1.73 0.53
2:5:52:ASN:CG 2:5:55:ASP:HB3 2.29 0.53
2:U:30: THR:HG22 2:U:74:. THR:HG22 1.89 0.53
2:W:37:VAL:HG22 2:W:47:TRP:HA 1.89 0.53
2:W:52:ASN:CG 2:W:55:ASP:HB3 2.29 0.53
2:W:108:PHE:HB2 2:W:111:TYR:HE2 1.71 0.53
2:Y:6:GLN:HE22 2:Y:95: TYR:HA 1.72 0.53
2:Y:34:LEU:HD21 2:Y:96:CYS:HB2 1.90 0.53
2:1:91:THR:HB 2:1:124:VAL:H 1.73 0.53
2:3:154:LEU:HD21 | 3:4:136:THR:HG21 1.89 0.53
2:7:52:ASN:CG 2:7:55:ASP:HB3 2.29 0.53
2:9:99:VAL:HB 2:9:111:TYR:CD2 2.42 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
3:R:35:VAL:HG13 3:R:92:SER:HB2 1.91 0.53
3:2:26:SER:HA 3:2:29:ILE:HB 1.90 0.53
3:4:128:GLU:O 3:4:131:GLN:HB3 2.07 0.53
1:B:272:ALA:HA 2:0:105:VAL:CG2 2.39 0.53
1:E:109:ARG:NH2 1:E:267:ILE:HD13 2.23 0.53
1:E:134:GLY:HA3 1:E:153: TRP:HB3 1.90 0.53
1:E:321:ARG:HD2 1:E:437:ILE:HG23 1.90 0.53
1:H:376:GLN:HB3 1:H:439:LEU:HD11 1.90 0.53
1:L:316:LEU:HD12 1:1L:317:ALA:N 2.23 0.53
2:U:18:VAL:HG12 2:U:19:THR:N 2.23 0.53
2:U:108:PHE:HB2 2:U:111: TYR:CE2 2.43 0.53
2:Y:99:VAL:HB 2:Y:111:TYR:CD2 2.43 0.53
2:3:97:ALA:HA 2:3:115:VAL:O 2.08 0.53
2:5:91:THR:HG1 2:5:123: THR:HA 1.73 0.53
2:7:29:LEU:CD2 2:7:77T:ASN:HA 2.38 0.53
2:7:94:TYR:HE2 2:7:122:VAL:HG21 1.73 0.53
3:P:7:PRO:HG2 3:P:106:THR:CG2 2.38 0.53
3:P:26:SER:HA 3:P:29:ILE:HB 1.89 0.53
3:R:17:ARG:HH21 3:R:78: THR:CG2 2.21 0.53
3:8:169:PRO:HA 3:8:179:ALA:HB2 1.91 0.53
3:0:172:GLN:HB2 3:0:176:LYS:O 2.08 0.53
1:E:309:VAL:HB 1:E:311:GLN:OE1 2.08 0.53
1:F:74:PRO:HA 1:F:77:ASP:0OD2 2.07 0.53
1:F:111:LEU:HD12 1:F:112:VAL:N 2.24 0.53
1:F:220:ARG:HB2 1:F:221:PRO:HD2 1.91 0.53
1:G:61:GLY:O 1:G:64:CYS:HB2 2.09 0.53
1:H:84: TRP:CE2 1:H:116:GLY:HA2 2.44 0.53
1:1:134:GLY:HA3 1:1:153:TRP:HB3 1.90 0.53
1:J:353:PHE:CE1 1:J:366:ASP:HB2 2.43 0.53
1:J:376:GLN:HB3 1:J:439:LEU:HD11 1.90 0.53
1:J:407:GLN:HG2 1:J:411:LYS:HE3 1.89 0.53
1:K:384:VAL:CG1 1:K:385:ILE:N 2.72 0.53
2:M:7:SER:O 2:M:120: THR:HG22 2.09 0.53
2:M:168:ASN:HB2 2:M:171:ALA:HB3 1.89 0.53
2:0:133:SER:O 2:0:155:VAL:HA 2.08 0.53
2:W:29:LEU:CD2 2:W:77:ASN:HA 2.39 0.53
2:W:113:MET:HB2 3:X:38:TYR:OH 2.09 0.53
2:3:17:SER:CB 2:3:84:LYS:HA 2.37 0.53
2:3:18:VAL:HG12 2:3:19:.THR:N 2.23 0.53
2:5:18:VAL:HG12 2:5:19:THR:N 2.23 0.53
2:9:50: TRP:HE1 2:9:99:VAL:HG21 1.72 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
3:N:138:VAL:HG13 3:N:182:TYR:CE1 2.44 0.53
3:N:161:LYS:HA 3:N:164:VAL:CG2 2.38 0.53
3:V:82:ALA:O 3:V:85:GLU:HG2 2.09 0.53
3:V:161:LYS:HA 3:V:164:VAL:CG2 2.38 0.53
3:6:169:PRO:HA 3:6:179:ALA:HB2 1.90 0.53
3:8:126:SER:0G 3:8:129:GLU:HB2 2.08 0.53
3:8:172:GLN:HB2 3:8:176:LYS:O 2.08 0.53
1:A:220:ARG:HB2 1:A:221:PRO:HD2 1.90 0.53
1:B:103:PRO:HD2 1:B:232:ILE:O 2.08 0.53
1:C:347:1ILE:HD13 1:C:347:1LE:N 2.22 0.53
1:C:384:VAL:HG12 1:C:385:ILE:HG23 1.90 0.53
1:D:321:ARG:HD2 1:D:437:ILE:HG23 1.90 0.53
1:G:431:LEU:O 1:G:435:HIS:HB2 2.08 0.53
1:1:495:ALA:O 1:1:499:ARG:HG3 2.09 0.53
1:K:15:LEU:HD12 1:K:15:LEU:N 2.23 0.53
2:M:194:VAL:HG21 3:N:140:LEU:CD1 2.39 0.53
2:0:44:GLY:C 2:0:45:LEU:HD23 2.28 0.53
2:Q:17:SER:CB 2:Q:84:LYS:HA 2.39 0.53
2:Q:111:TYR:CD1 2:Q:111:TYR:C 2.82 0.53
2:U:7:SER:O 2:U:120: THR:HG22 2.08 0.53
3:P:172: GLN:HB2 3:P:176:LYS:O 2.08 0.53
3:R:142:SER:O 3:R:143:ASP:HB2 2.09 0.53
3:7:161:LYS:HA 3:7:164:VAL:CG2 2.37 0.53
3:6:196:TYR:O 3:6:210: THR:HG23 2.08 0.53
1:E:72:GLY:HA3 1:E:149:SER:OG 2.08 0.53
1:G:183:HIS:HA 1:G:230:ILE:HD13 1.91 0.53
1:1:120:PHE:O 1:I:121:ILE:HD13 2.09 0.53
1:J:463:GLY:HA2 1:K:453:ARG:HB3 1.90 0.53
2:M:133:SER:O 2:M:155:VAL:HA 2.09 0.53
2:M:179:PHE:HE2 3:N:142:SER:HB3 1.73 0.53
2:0:113:MET:HG3 3:P:38:TYR:OH 2.08 0.53
2:QQ:52:ASN:CG 2:QQ:55:ASP:HB3 2.29 0.53
2:5:29:.LEU:HD21 2:S:77:ASN:HA 1.90 0.53
2:U:17:SER:CB 2:U:84:LYS:HA 2.39 0.53
2:U:91:THR:HG1 2:U:123:THR:HA 1.73 0.53
2:U:182:VAL:HG11 3:V:182:TYR:HD2 1.74 0.53
2:W:98:ARG:HH11 2:W:98:ARG:HG2 1.73 0.53
2:Y:30: THR:HG22 2:Y:74:.THR:HG22 1.90 0.53
2:Y:111:TYR:CD1 2:Y:111:TYR:C 2.81 0.53
3:V:20:ILE:CG2 3:V:106:THR:HG21 2.39 0.53
3:7:169:PRO:HA 3:7:179:ALA:HB2 1.90 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

3:6:172:GLN:CB 3:6:176:LYS:HD2 2.39 0.53
3:8:125:PRO:HG2 3:8:135:ALA:HB1 1.90 0.53
1:A:459:ALA:HB2 1:A:469:ILE:HA 1.91 0.53
1:F:459:ALA:HB2 1:F:469:1ILE:HA 1.90 0.53
1:G:324:PRO:O 1:G:325:GLU:HB3 2.09 0.53
1:1:335:ILE:HG23 1:1:335:ILE:O 2.07 0.53
1:J:111:LEU:HD12 1:J:112:VAL:N 2.23 0.53
1:J:463:GLY:CA 1:K:453:ARG:HD3 2.36 0.53
1:K:309:VAL:HB 1:K:311:GLN:OE1 2.08 0.53
1:1L:169:PRO:HA 1:1L:242:VAL:HG23 1.90 0.53
2:W:108:PHE:CD2 2:W:108:PHE:N 2.74 0.53
2:W:112:PRO:HB2 3:X:51:SER:HB2 1.90 0.53
2:3:52:ASN:CG 2:3:55:ASP:HB3 2.29 0.53
2:9:29:LEU:CD2 2:9:77:ASN:HA 2.39 0.53
2:9:30: THR:HG22 2:9:74:- THR:HG22 1.91 0.53
2:9:44:GLY:HA2 3:0:89:TYR:OH 2.09 0.53
3:N:7:PRO:HG2 3:N:106:THR:CG2 2.39 0.53
3:R:93:TYR:HA 3:R:100:SER:HA 1.90 0.53
3:R:128:GLU:O 3:R:131:GLN:HB3 2.09 0.53
3:R:161:LYS:HA 3:R:164:VAL:CG2 2.39 0.53
3:V:26:SER:HA 3:V:29:ILE:HB 1.89 0.53
3:6:125:PRO:HG2 3:6:135:ALA:HB1 1.90 0.53
1:A:376:GLN:HB3 1:A:439:LEU:HD11 1.90 0.53
1:A:384:VAL:HG12 1:A:385:1ILE:HG23 1.90 0.53
1:B:80:GLN:HB3 1:B:150:ARG:NH2 2.23 0.53
1:B:384:VAL:CG1 1:B:385:ILE:N 2.71 0.53
1.F:67:ILE:HG13 1:F:105: TYR:CE2 2.44 0.53
1:F:120:PHE:O 1:F:121:ILE:HD13 2.09 0.53
1:G:213:ILE:HG13 1:G:233:TYR:CE2 2.44 0.53
1:G:293:PRO:HB3 1:G:385:ILE:HD13 1.90 0.53
1:K:343: TRP:HB3 1:K:354:ARG:NH2 2.24 0.53
1:L:352:GLY:HA2 1:L:365:ALA:HA 1.91 0.53
2:M:108:PHE:CZ 3:N:99:GLY:HA2 2.44 0.53
2:S:18:VAL:HG12 2:S:19:THR:N 2.22 0.53
2:1:99:VAL:HB 2:1:111:TYR:CD2 2.44 0.53
2:5:29:LEU:CD2 2:5:77:ASN:HA 2.39 0.53
2:5:55:ASP:0OD1 4:BA:2:NAG:H81 2.08 0.53
2:7:37:-VAL:HG22 2:7:47:-TRP:HA 1.90 0.53
2:7:102:VAL:HG12 2:7:103:ARG:N 2.24 0.53
3:N:169:PRO:HA 3:N:179:ALA:HB2 1.91 0.53
3:P:125:PRO:HG2 3:P:135:ALA:HB1 1.90 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
3:4:172:GLN:CB 3:4:176:LYS:HD2 2.38 0.53
3:8:17:ARG:HH21 3:8:78: THR:CG2 2.21 0.53
3:8:137:LEU:HB3 3:8:153: TRP:CH2 2.44 0.53
3:8:196:TYR:O 3:8:210: THR:HG23 2.09 0.53
1:B:156:LYS:HD2 1:B:196:VAL:CG2 2.39 0.53
1:D:96:ASN:HA 1:D:224:ARG:HH11 1.73 0.53
1:F:134:GLY:HA3 1:F:153:TRP:HB3 1.91 0.53
1:F:251:LEU:HD12 1:F:252:1LE:H 1.73 0.53
1:F:384:VAL:HG12 1:F:385:ILE:HG23 1.89 0.53
1:F:407:GLN:HG2 1:F:411:LYS:HE3 1.91 0.53
1:J:15:LEU:HD12 1:J:15:LEU:N 2.23 0.53
1:K:120:PHE:CD2 1:K:150:ARG:HD2 2.44 0.53
1:L:62:ILE:HG13 1:L:63:ASP:N 2.22 0.53
2:Q:29:LEU:N 2:Q:29:LEU:HD23 2.23 0.53
3:V:138:VAL:HG13 3:V:182: TYR:CE1 2.44 0.53
3:V:142:SER:O 3:V:143:ASP:HB2 2.09 0.53
3:7:50:1ILE:HD13 3:7:75:LEU:HD13 1.91 0.53
3:4:6:GLN:CG 3:4:7:PRO:HD2 2.39 0.53
3:4:125:PRO:HG2 3:4:135:ALA:HB1 1.90 0.53
3:6:142:SER:O 3:6:143:ASP:HB2 2.09 0.53
3:8:7:PRO:HG2 3:8:106: THR:CG2 2.39 0.53
3:0:20:ILE:CG2 3:0:106: THR:HG21 2.39 0.53
3:0:26:SER:HA 3:0:29:1LE:HB 1.90 0.53
1:A:309:VAL:HB 1:A:311:GLN:OE1 2.09 0.52
1:C:170:ASN:ND2 1:C:239:PRO:HA 2.24 0.52
1:C:309:VAL:HB 1:C:311:GLN:OE1 2.09 0.52
1:G:220:ARG:HB2 1:G:221:PRO:HD2 1.91 0.52
1:H:219:SER:H 1:1:246:ASN:ND2 2.07 0.52
1:J:27:LYS:NZ 1:K:383:ARG:HD3 2.24 0.52
2:M:52:ASN:CG 2:M:55:ASP:HB3 2.29 0.52
2:Q:102:VAL:HG12 2:Q:103:ARG:H 1.73 0.52
2:5:29:LEU:N 2:5:29:LEU:HD23 2.24 0.52
2:5:29:LEU:.CD2 2:S:77:ASN:HA 2.39 0.52
2:S:35:SER:HB2 2:S5:47:-TRP:HE1 1.73 0.52
2:W:35:SER:HB2 2:W:47:TRP:HE1 1.74 0.52
2:W:100:GLU:N 2:W:111:TYR:HB2 2.11 0.52
2:7:18:VAL:HG12 2:7:19:THR:N 2.24 0.52
2:7:34:LEU:HD21 2:7:96:CYS:HB2 1.91 0.52
2:9:35:SER:HB2 2:9:47:TRP:HE1 1.74 0.52
3:N:82:ALA:O 3:N:85:GLU:HG2 2.10 0.52
3:X:137:LEU:HB3 3:X:153: TRP:CH2 2.44 0.52

Continued on next page...



Page 106

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:2:17:ARG:HH21 3:2:78:THR:CG2 2.22 0.52
3:2:126:SER:OG 3:2:129:GLU:HB2 2.10 0.52
3:4:82:ALA:O 3:4:85:GLU:HG2 2.08 0.52
3:4:169:PRO:HA 3:4:179:ALA:HB2 1.90 0.52
3:8:17:ARG:HH21 3:8:78: THR:HG21 1.74 0.52
1:B:27:LYS:HD3 1:C:383:ARG:NH1 2.24 0.52
1:C:123:GLU:OE1 1:C:168: MET:HG2 2.09 0.52
1:C:169:PRO:HA 1:C:242:VAL:HG23 1.90 0.52
1:E:457:GLU:HG3 1:E:499:ARG:NH1 2.24 0.52
1:F:161:TYR:HB2 1:F:196:VAL:CG2 2.39 0.52
1:H:99:PRO:HB2 1:H:229:ARG:CD 2.39 0.52
1:1:220:ARG:HB2 1:1:221:PRO:HD2 1.90 0.52
1:J:120:PHE:O 1:J:121:ILE:HD13 2.10 0.52
1:J:220:ARG:HB2 1:J:221:PRO:HD2 1.91 0.52
1:J:247:SER:HB3 1:J:251:LEU:HD22 1.91 0.52
1:K:312:ASN:OD1 1:K:313: THR:HG22 2.09 0.52
1:L:74:PRO:HA 1:L:77:ASP:0OD2 2.10 0.52
1:L:347:ILE:HD13 1:L:347:ILE:N 2.24 0.52
2:M:18:VAL:HG12 2:M:19:THR:N 2.24 0.52
2:M:91:THR:OG1 2:M:123:THR:HA 2.09 0.52
2:M:102:VAL:HG12 2:M:103:ARG:N 2.24 0.52
2:0:35:SER:HB2 2:0:47:-TRP:HE1 1.74 0.52
2:5:30: THR:HG22 2:S:74: THR:HG22 1.91 0.52
2:U:29:LEU:CD2 2:U:77:ASN:HA 2.39 0.52
2:3:29:LEU:CD2 2:3:77:ASN:HA 2.39 0.52
2:5:30: THR:HG22 2:5:74: THR:HG22 1.91 0.52
2:7:179:PHE:CE2 3:8:142:SER:HB3 2.44 0.52
3:T:26:SER:HA 3:T:29:1ILE:HB 1.90 0.52
3:V:169:PRO:HA 3:V:179:ALA:HB2 1.90 0.52
3:7:196:TYR:O 3:7:210: THR:HG23 2.09 0.52
3:4:142:SER:O 3:4:143:ASP:HB2 2.08 0.52
3:8:142:SER:O 3:8:143:ASP:HB2 2.09 0.52
1:B:213:ILE:HG13 1:B:233:TYR:CE2 2.44 0.52
1:B:347:ILE:HD13 1:B:347:1ILE:N 2.23 0.52
1:D:347:ILE:HD13 1:D:347:ILE:N 2.24 0.52
1:1:61:GLY:O 1:1:64:CYS:HB2 2.08 0.52
1:1:295:GLN:NE2 1:1:308: TYR:HB2 2.24 0.52
1:1:343: TRP:HB3 1:1:354:ARG:NH2 2.23 0.52
1:J:161:TYR:HB2 1:J:196:VAL:CG2 2.40 0.52
1:K:161:TYR:HB2 1:K:196:VAL:CG2 2.40 0.52
2:Q:159:PHE:HB2 2:Q:188:LEU:HD22 1.92 0.52
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2:S:111:TYR:CD1 2:S:111:TYR:C 2.83 0.52
2:5:52:ASN:CG 2:5:55:ASP:HB3 2.29 0.52
2:7:38:ARG:HB3 2:7:94:-TYR:CE1 2.45 0.52
2:9:142:LYS:CE 2:9:144: THR:HG22 2.38 0.52
3:T:172:GLN:CB 3:T:176:LYS:HD2 2.39 0.52
3:V:6:GLN:CG 3:V:7:PRO:HD2 2.40 0.52
3:X:6:GLN:CG 3:X:7:PRO:HD2 2.40 0.52
3:6:26:SER:HA 3:6:29:1LE:HB 1.91 0.52
3:6:137:LEU:HB3 3:6:153: TRP:CH2 2.44 0.52
1:A:463:GLY:CA 1:B:453:ARG:HB3 2.38 0.52
1:C:335:ILE:HD11 1:C:354:ARG:HB3 1.91 0.52
1:D:80:GLN:HB3 1:D:150:ARG:NH2 2.24 0.52
1:D:134:GLY:HA3 1:D:153: TRP:HB3 1.91 0.52
1:D:191:GLN:NE2 1:D:217:1ILE:HD11 2.24 0.52
1:D:384:VAL:HG12 1:D:385:1LE:HG23 1.90 0.52
1:E:295:GLN:NE2 1:E:308: TYR:HB2 2.24 0.52
1:G:17:HIS:HB2 1:G:320:MET:HE1 1.92 0.52
1:H:15:LEU:HD12 1:H:15:LEU:N 2.24 0.52
1:J:80:GLN:HB3 1:J:150:ARG:NH2 2.24 0.52
1:J:403:GLU:H 1:J:407:GLN:HE21 1.57 0.52
2:M:17:SER:CB 2:M:84:LYS:HA 2.39 0.52
2:M:44:GLY:HA2 3:N:89:TYR:OH 2.10 0.52
2:0:83:MET:HB3 2:0:86:LEU:CD2 2.40 0.52
2:U:102:VAL:HG12 2:U:103:ARG:N 2.24 0.52
2:Y:179:PHE:HE2 3:7:142:SER:HB3 1.68 0.52
2:1:148:THR.:C 2:1:199:SER:HB2 2.29 0.52
2:7:29:LEU.-HD21 2:7:77:ASN:HA 1.91 0.52
2:9:44:GLY:C 2:9:45:LEU.HD23 2.29 0.52
2:9:55:ASP:0OD1 4:HA:2:NAG:H81 2.09 0.52
2:9:210:ASN:HA 2:9:221:ASP:0OD1 2.10 0.52
3:R:7:PRO:HG2 3:R:106: THR:CG2 2.40 0.52
3:2:20:ILE:CG2 3:2:106: THR:HG21 2.40 0.52
3:4:137:LEU:HB3 3:4:153: TRP:CH2 2.44 0.52
3:0:6:GLN:CG 3:0:7:PRO:HD2 2.39 0.52
1:A:214:ILE:N 1:A:214:ILE:HD12 2.24 0.52
1:B:190:GLU:O 1:B:194:LEU:HD13 2.10 0.52
1:B:214:ILE:HD12 1:B:214:ILE:N 2.25 0.52
1:E:183:HIS:HA 1:E:230:ILE:HD13 1.92 0.52
1:F:187: THR:CB 1:F:189:GLN:HE21 2.14 0.52
1:F:272:ALA:HA 2:W:105:VAL:CG2 2.38 0.52
1:G:234: TRP:HE3 1:G:234: TRP:H 1.54 0.52
Continued on next page...
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1:G:383:ARG:NH2 1:1:426:GLU:HG3 2.24 0.52
1:H:459:ALA:HB2 1:H:469:ILE:HA 1.92 0.52
1:L:179:ILE:O 1:L:254:PRO:HB3 2.09 0.52
2:0:30: THR:HG22 2:0:74: THR:HG22 1.91 0.52
2:5:159:PHE:HB2 2:S:188:LEU:HD22 1.92 0.52
2:U:52:ASN:CG 2:U:55:ASP:HB3 2.29 0.52
2:1:98:ARG:HG2 2:1:98:ARG:HH11 1.74 0.52
2:9:22:CYS:HB2 2:9:36: TRP:HH2 1.74 0.52
3:N:125:PRO:HG2 3:N:135:ALA:HB1 1.90 0.52
3:P:137:LEU:HB3 3:P:153: TRP:CH2 2.44 0.52
3:X:118:PRO:HB3 3:X:141:1ILE:HG23 1.92 0.52
3:X:142:SER:O 3:X:143:ASP:HB2 2.10 0.52
3:2:6:GLN:CG 3:2:7:PRO:HD2 2.39 0.52
3:2:172:GLN:HB2 3:2:176:LYS:O 2.08 0.52
3:6:197:SER:HB3 3:6:210:THR:OG1 2.09 0.52
1:A:84:TRP:CE2 1:A:116:GLY:HA2 2.44 0.52
1:C:295:GLN:NE2 1:C:308:TYR:HB2 2.24 0.52
1:D:384:VAL:CG1 1:D:385:ILE:HG23 2.40 0.52
1:G:309:VAL:HB 1:G:311:GLN:OE1 2.10 0.52
1:H:161:TYR:HB2 1:H:196:VAL:CG2 2.40 0.52
1:H:403:GLU:H 1:H:407:GLN:HE21 1.56 0.52
1:1:183:HIS:HA 1:1:230:ILE:HD13 1.91 0.52
1:J:62:ILE:HG13 1:J:63:ASP:N 2.25 0.52
1:J:183:HIS:HA 1:J:230:ILE:HD13 1.92 0.52
1:1:295:GLN:HE22 1:L:308: TYR:HB2 1.74 0.52
2:M:29:LEU:CD2 2:M:77:ASN:HA 2.40 0.52
2:5:137:LEU:HD11 3:T:138:VAL:HG21 1.92 0.52
2:U:98:ARG:HG2 2:U:98:ARG:HH11 1.75 0.52
2:1:101:GLY:H 2:1:111:TYR:HB3 1.75 0.52
2:3:108:PHE:CB 2:3:111:TYR:CE2 2.91 0.52
2:3:152:GLY:HA2 2:3:167:TRP:CH2 2.45 0.52
3:N:6:GLN:CG 3:N:7:PRO:HD2 2.39 0.52
3:T:113:GLN:HG3 3:T:175:ASN:ND2 2.25 0.52
3:T:142:SER:O 3:T:143:ASP:HB2 2.08 0.52
3:6:161:LYS:HA 3:6:164:VAL:CG2 2.39 0.52
4:FA:1:NAG:H61 4:FEA:2:NAG:O7 2.09 0.52
1:A:61:GLY:HA2 1:A:79:PHE:CZ 2.45 0.52
1:A:213:ILE:HG13 1:A:233:TYR:CE2 2.44 0.52
1:A:384:VAL:CG1 1:A:385:ILE:HG23 2.40 0.52
1:B:352:GLY:HA2 1:B:365:ALA:HA 1.91 0.52
1:D:234: TRP:HE3 1:D:234: TRP:H 1.52 0.52
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1:D:383:ARG:NH1 1:F:27:LYS:HD3 2.24 0.52
1:G:156:LYS:HD2 1:G:196:VAL:CG2 2.38 0.52
1:G:295:GLN:NE2 1:G:308:TYR:HB2 2.24 0.52
1:G:430:ALA:HB2 1:H:383:ARG:HH21 1.75 0.52
1:L:243:LEU:HD12 1:L:244:VAL:H 1.73 0.52
2:5:50: TRP:HE1 2:S5:99:VAL:HG21 1.74 0.52
2:U:112:PRO:HA 3:V:36:HIS:CD2 2.45 0.52
2:1:44:GLY:C 2:1:45:LEU.HD23 2.30 0.52
2:7:83:MET:HB3 2:7:86:LEU:CD2 2.39 0.52
2:7:148:THR:C 2:7:199:SER:HB2 2.30 0.52
3:P:126:SER:OG 3:P:129:GLU:HB2 2.09 0.52
3:R:196:TYR:O 3:R:210: THR:HG23 2.10 0.52
3:T:6:GLN:CG 3:T:7:PRO:HD2 2.39 0.52
3:T:17:ARG:HH21 3:T:78: THR:CG2 2.23 0.52
3:X:50:ILE:HD13 3:X:75:LEU:HD13 1.92 0.52
1:A:17:HIS:HB2 1:A:320:MET:HE1 1.92 0.52
1:B:384:VAL:HG12 1:B:385:1LE:HG23 1.90 0.52
1:C:331:LEU:H 1:C:331:LEU:CD2 2.02 0.52
1:C:427.-LEU:O 1:C:431:LEU:HD12 2.10 0.52
1:D:62:ILE:HG13 1:D:63:ASP:N 2.23 0.52
1:D:87:PHE:O 1:D:267:ILE:HG13 2.10 0.52
1:E:182:VAL:HG22 | 1:E:202:VAL:HG21 1.91 0.52
1:G:353:PHE:CE1 1:G:366:ASP:HB2 2.43 0.52
1:H:148:PHE:CB 1:H:151:LEU:HB2 2.40 0.52
1:L:220:ARG:HB2 1:L:221:PRO:HD2 1.92 0.52
1:1:309:VAL:HB 1:L:311:GLN:OE1 2.10 0.52
2:Q:108:PHE:HB2 2:Q:111:TYR:CE2 2.45 0.52
2:Q:148:THR:C 2:Q:199:SER:HB2 2.30 0.52
2:Q:152:GLY:HA2 2:Q:167:-TRP:CH2 2.45 0.52
2:Y:44:GLY:C 2:Y:45:LEU:HD23 2.30 0.52
2:5:33:GLY:HA3 2:5:99:VAL:CG2 2.32 0.52
2:5:35:SER:HB2 2:5:47:'TRP:HE1 1.75 0.52
2:5:152:GLY:HA2 2:5:167:TRP:CH2 2.45 0.52
3:T:7:PRO:HG2 3:T:106: THR:CG2 2.39 0.52
3:7:6:GLN:CG 3:7:7:PRO:HD2 2.40 0.52
3:4:120:VAL:O 3:4:209:LYS:HG3 2.10 0.52
3:6:50:1ILE:HD13 3:6:75:LEU:HD13 1.92 0.52
1:C:495:ALA:O 1:C:499:ARG:HG3 2.09 0.52
1:D:424:ASN:HB3 1:F:423: TYR:CE2 2.45 0.52
1:E:99:PRO:HB2 1:E:229:ARG:HD3 1.91 0.52
1:E:161:TYR:HB2 1:E:196:VAL:CG2 2.40 0.52
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1:E:384:VAL:CG1 1:E:385:1ILE:HG23 2.40 0.52
1:F:384:VAL:CG1 1:F:385:ILE:HG23 2.40 0.52
1:G:383:ARG:NH1 1:1:27:LYS:HD3 2.25 0.52
1:H:326:LYS:HZ3 1:H:341:ASN:HD22 1.58 0.52
1:L:384:VAL:CG1 1:L:385:1ILE:HG23 2.40 0.52
2:0:29:LEU:CD2 2:0:77:ASN:HA 2.40 0.52
2:Q:18:VAL:HG12 2:Q:19:THR:N 2.24 0.52
2:Q:194:VAL:HG21 3:R:140:LEU:CD1 2.40 0.52
2:S:50: TRP:CH2 2:S5:52:ASN:HB2 2.44 0.52
2:S5:112:PRO:HB2 3:T:51:SER:HB2 1.92 0.52
2:S5:194:VAL:HG21 3:T:140:LEU:HD13 1.88 0.52
2:S5:210:ASN:HA 2:5:221:ASP:0OD1 2.10 0.52
2:Y:34:LEU:HD23 2:Y:97:ALA:O 2.08 0.52
3:T:50:ILE:HD13 3:T:75:LEU:HD13 1.92 0.52
3:T:137:LEU:HB3 3:T:153:TRP:CH2 2.45 0.52
3:V:137:LEU:HD11 3:V:190: TRP:HZ3 1.75 0.52
3:V:172:GLN:CB 3:V:176:LYS:HD2 2.40 0.52
3:X:41:LEU:HB3 3:X:42:PRO:HD2 1.92 0.52
3:7:137:LEU:HB3 3:7:153: TRP:HH2 1.75 0.52
3:2:172:GLN:CB 3:2:176:LYS:HD2 2.40 0.52
3:6:6:GLN:CG 3:6:7:PRO:HD2 2.39 0.52
3:8:50:ILE:HD13 3:8:75:LEU:HD13 1.92 0.52
1:A:463:GLY:HA2 1:B:453:ARG:CD 2.35 0.52
1:C:80:GLN:HB3 1:C:150:ARG:NH2 2.24 0.52
1:D:407:GLN:HG2 1:D:411:LYS:HE3 1.90 0.52
1:D:431:LEU:O 1:D:435:HIS:HB2 2.10 0.52
1:E:347:ILE:HD13 1:E:347:ILE:N 2.24 0.52
1:F:247:SER:HB3 1:F:251:LEU:HD22 1.92 0.52
1:F:326:LYS:HB3 1:F:328: THR:CG2 2.34 0.52
1:F:326:LYS:HZ1 1:F:341:ASN:ND2 2.08 0.52
1:H:169:PRO:HA 1:H:242:VAL:HG23 1.92 0.52
1:H:221:PRO:HD3 1:1:244:VAL:HB 1.92 0.52
1:I:169:PRO:HA 1:1:242:VAL:HG23 1.92 0.52
1:J:213:ILE:HG13 1:J:233:TYR:CE2 2.45 0.52
2:M:29:LEU:N 2:M:29:.LEU:HD23 2.25 0.52
2:U:29:LEU:N 2:U:29:LEU:HD23 2.25 0.52
2:W:34:.LEU:HD21 2:W:96:CYS:HB2 1.92 0.52
2:3:22:CYS:HB2 2:3:36: TRP:HH2 1.74 0.52
2:9:136:PRO:O 3:0:126:SER:HB3 2.10 0.52
3:V:7:PRO:HG2 3:V:106:THR:CG2 2.40 0.52
3:7:165:GLU:HG2 3:7:182:TYR:O 2.09 0.52
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3:4:41:LEU.HB3 3:4:42:PRO:HD2 1.92 0.52
3:8:82:ALA:O 3:8:85:GLU:HG2 2.10 0.52
1:B:120:PHE:CD2 1:B:150:ARG:HD2 2.45 0.51
1:C:155: THR:HB 1:D:143:PRO:CG 2.40 0.51
1:E:179:ILE:O 1:E:254:PRO:HB3 2.10 0.51
1:G:335:ILE:HD11 1:G:354:ARG:HB3 1.91 0.51
1:H:384:VAL:CG1 1:H:385:1LE:HG23 2.40 0.51
1:1:353:PHE:CE1 1:1:366:ASP:HB2 2.45 0.51
1:J:17:HIS:HB2 1:J:320:MET:HE1 1.92 0.51
1:J:103:PRO:HD2 1:J:232:ILE:O 2.10 0.51
1:J:459:ALA:HB2 1:J:469:ILE:HA 1.92 0.51
1:K:74:PRO:HA 1:K:77:ASP:0D2 2.09 0.51
1:K:134:GLY:HA3 1:K:153: TRP:HB3 1.92 0.51
1:K:156:LYS:HD2 1:K:196:VAL:CG2 2.39 0.51
1:L:183:HIS:HA 1:1L:230:1ILE:HD13 1.92 0.51
2:M:83:MET:HB3 2:M:86:LEU:CD2 2.40 0.51
2:0:34:LEU:HD21 2:0:96:CYS:HB2 1.91 0.51
2:0:44:GLY:HA2 3:P:89:TYR:OH 2.10 0.51
2:U:34:LEU:CD2 2:U:35:SER:H 2.23 0.51
2:1:108:PHE:HB2 2:1:111:TYR:HE2 1.74 0.51
2:3:29:LEU:N 2:3:29:LEU:HD23 2.25 0.51
2:5:29:LEU:N 2:5:29:LEU:HD23 2.25 0.51
2:5:34:LEU:HD21 2:5:96:CYS:HB2 1.91 0.51
2:5:159:PHE:HB2 2:5:188:LEU:HD22 1.91 0.51
2:7:20:VAL:HG13 2:7:120: THR:HG21 1.92 0.51
3:N:137:LEU:HB3 3:N:153: TRP:CH2 2.45 0.51
3:4:137:LEU:HD11 3:4:190: TRP:HZ3 1.75 0.51
3:6:17:ARG:HH21 3:6:78:THR:CG2 2.23 0.51
3:6:137:LEU:HD11 3:6:190: TRP:HZ3 1.75 0.51
1:A:99:PRO:HB2 1:A:229:ARG:HD3 1.91 0.51
1:B:120:PHE:O 1:B:121:ILE:HD13 2.10 0.51
1:B:470:TYR:CG 1:B:499:ARG:HG2 2.45 0.51
1:C:384:VAL:CG1 1:C:385:ILE:HG23 2.40 0.51
1:F:102: VAL:HG11 1:F:108:LEU:HD23 1.91 0.51
1:F:208:ARG:CZ 1:F:238:LYS:HD2 2.40 0.51
1:G:80:GLN:HB3 1:G:150:ARG:NH2 2.25 0.51
1:G:99:PRO:HB2 1:G:229:ARG:CD 2.41 0.51
1:1:99:PRO:HB2 1:1:229:ARG:CD 2.41 0.51
1:I:214:ILE:N 1:1:214:ILE:HD12 2.25 0.51
1:1:421: TRP:HA 1:1:424:ASN:HD22 1.75 0.51
1:J:321:ARG:HD2 1:J:437:ILE:HG23 1.92 0.51
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1:K:321:ARG:HD2 1:K:437:ILE:HG23 1.92 0.51
1:K:326:LYS:HZ3 1:K:341:ASN:HD22 1.56 0.51
1:L:214:ILE:N 1:L:214:ILE:HD12 2.25 0.51
1:L:247:SER:HB3 1:L:251:LEU:HD22 1.93 0.51
2:0:22:CYS:HB2 2:0:36: TRP:HH2 1.74 0.51
2:0:210:ASN:HA 2:0:221:ASP:0OD1 2.10 0.51
2:U:152:GLY:HA2 2:U:167:TRP:CH2 2.45 0.51
2:Y:159:PHE:HB2 2:Y:188:LEU:HD22 1.92 0.51
2:3:35:SER:HB2 2:3:47:TRP:HE1 1.74 0.51
2:3:44:GLY:C 2:3:45:LEU:HD23 2.29 0.51
2:5:108:PHE:HB2 2:5:111: TYR:HE2 1.71 0.51
2:7:108:PHE:HB2 2:7:111:TYR:CE2 2.44 0.51
2:7:210:ASN:HA 2:7:221:ASP:0OD1 2.09 0.51
3:N:137:LEU:HD11 3:N:190: TRP:HZ3 1.75 0.51
3:X:128:GLU:O 3:X:131:GLN:HB3 2.09 0.51
3:7:138:VAL:HG13 3:7:182:TYR:CE1 2.45 0.51
3:7:142:SER:O 3:7:143:ASP:HB2 2.10 0.51
3:2:196:TYR:O 3:2:210: THR:HG23 2.09 0.51
3:0:93:TYR:HD1 3:0:100:SER:HB3 1.75 0.51
3:0:142:SER:O 3:0:143:ASP:HB2 2.10 0.51
1:B:62:ILE:HG13 1:B:63:ASP:N 2.25 0.51
1:B:161: TYR:HB2 1:B:196:VAL:CG2 2.40 0.51
1:B:384:VAL:CG1 1:B:385:1LE:HG23 2.41 0.51
1:C:148:PHE:CB 1:C:151:LEU:HB2 2.40 0.51
1:C:161: TYR:HB2 1:C:196:VAL:CG2 2.40 0.51
1:D:220:ARG:HB2 1:D:221:PRO:HD2 1.93 0.51
1:E:74:PRO:HA 1:E:77:ASP:0D2 2.10 0.51
1:E:169:PRO:HA 1:E:242:VAL:HG23 1.93 0.51
1:G:111:LEU:HD12 1:G:112:VAL:N 2.24 0.51
1:G:247:SER:HB3 1:G:251:LEU:HD22 1.92 0.51
1:G:461:ASP:0D2 1:H:453:ARG:HG2 2.09 0.51
1:H:123:GLU:OE1 1:H:168:MET:HG2 2.10 0.51
1:1:431:LEU:O 1:1:435:HIS:HB2 2.11 0.51
1:J:190:GLU:O 1:J:194:LEU:HD13 2.11 0.51
1:J:347:ILE:HD13 1:J:347:ILE:N 2.22 0.51
1:1:353:PHE:CE1 1:1:366:ASP:HB2 2.44 0.51
2:W:210:ASN:HA 2:W:221:ASP:0OD1 2.10 0.51
2:Y:27:TYR:O 2:Y:98:ARG:NH2 2.43 0.51
2:1:35:SER:HB2 2:1:47:TRP:HE1 1.75 0.51
2:5:112:PRO:CB 3:6:51:SER:HB2 2.40 0.51
2:5:210:ASN:HA 2:5:221:ASP:0OD1 2.10 0.51
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3:7:172:GLN:CB 3:7:176:LYS:HD2 2.40 0.51
3:6:126:SER:OG 3:6:129:GLU:HB2 2.10 0.51
3:8:6:GLN:CG 3:8:7:PRO:HD2 2.41 0.51
3:8:138:VAL:HG13 3:8:182:TYR:CE1 2.46 0.51
3:8:172:GLN:CB 3:8:176:LYS:HD2 2.40 0.51
3:0:197:SER:HB3 3:0:210: THR:OG1 2.09 0.51
1:C:214:1ILE:HD12 1:C:214:.1LE:N 2.24 0.51
1:D:108:LEU:O 1:D:112:VAL:HG23 2.10 0.51
1:D:169:PRO:HA 1:D:242:VAL:HG23 1.92 0.51
1:D:326:LYS:HZ3 1:D:341:ASN:HD22 1.57 0.51
1:F:103:PRO:HD2 1:F:232:ILE:O 2.10 0.51
1:F:335:ILE:HD11 1:F:354:ARG:HB3 1.91 0.51
1:F:457:GLU:HG3 1:F:499:ARG:NH1 2.23 0.51
1:G:120:PHE:CD2 1:G:150:ARG:HD2 2.46 0.51
1:G:381:LEU:O 1:G:385:ILE:HG13 2.09 0.51
1:H:421:TRP:HA 1:H:424:ASN:HD22 1.75 0.51
1:K:213:ILE:HG13 1:K:233:TYR:CE2 2.46 0.51
2:M:108:PHE:O 2:M:111:TYR:CD2 2.64 0.51
2:M:117:GLY:C 2:M:119:GLY:H 2.14 0.51
2:Q:29:LEU:HD21 2:Q:77:ASN:HA 1.93 0.51
2:Q:133:SER:O 2:Q:155:VAL:HA 2.09 0.51
2:S:152:GLY:HA2 2:S:167:- TRP:CH2 2.46 0.51
2:W:101:GLY:H 2:W:111:TYR:HB3 1.76 0.51
2:3:148: THR:C 2:3:199:SER:HB2 2.30 0.51
2:5:44:GLY:HA2 3:6:89:TYR:OH 2.11 0.51
2:5:44:GLY:C 2:5:45:LEU:HD23 2.31 0.51
2:7:44:GLY:HA2 3:8:89:TYR:OH 2.10 0.51
2:9:34:LEU:HD21 2:9:96:CYS:HB2 1.93 0.51
3:X:126:SER:OG 3:X:129:GLU:HB2 2.11 0.51
3:8:93: TYR:HA 3:8:100:SER:HA 1.91 0.51
3:8:137:LEU:HB3 3:8:153: TRP:HH2 1.76 0.51
3:0:126:SER:OG 3:0:129:GLU:HB2 2.10 0.51
1:A:421:TRP:HA 1:A:424:ASN:HD22 1.75 0.51
1:B:111:LEU:HD12 1:B:112:VAL:N 2.25 0.51
1:B:220:ARG:HB2 1:B:221:PRO:HD2 1.90 0.51
1:B:353:PHE:CE1 1:B:366:ASP:HB2 2.42 0.51
1:C:180: TRP:CD2 1:C:204:VAL:HG21 2.46 0.51
1:C:403:GLU:H 1:C:407:GLN:HE21 1.58 0.51
1:E:214:ILE:HD12 1:E:214:ILE:N 2.25 0.51
1:E:343: TRP:HB3 1:E:354:ARG:NH2 2.25 0.51
1:H:335:1LE:HD11 1:H:354:ARG:HB3 1.93 0.51
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1:J:298:ASN:OD1 1:J:300:ILE:N 2.40 0.51
1:K:220:ARG:HB2 1:K:221:PRO:HD2 1.91 0.51
1:1:325:GLU:HG2 1:1:326:LYS:N 2.25 0.51
2:S:17:SER:CB 2:5:84:LYS:HA 2.40 0.51
2:W:152:GLY:HA2 2:W:167:-TRP:CH2 2.45 0.51
2:3:83:MET:HB3 2:3:86:LEU:CD2 2.41 0.51
2:5:108:PHE:O 2:5:111:TYR:CD2 2.63 0.51
3:N:64:PHE:CD1 3:N:77:ILE:HG12 2.46 0.51
3:P:169:PRO:HA 3:P:179:ALA:HB2 1.91 0.51
3:2:7:PRO:HG2 3:2:106:THR:CG2 2.40 0.51
3:4:7:PRO:HG2 3:4:106:THR:CG2 2.39 0.51
1:B:103:PRO:HG2 1:B:233:TYR:CE1 2.46 0.51
1:B:316:LEU:HD12 1:B:317:ALA:N 2.24 0.51
1:E:62:ILE:HG13 1:E:63:ASP:N 2.26 0.51
1:G:214:ILE:N 1:G:214:ILE:HD12 2.26 0.51
1:1:213:ILE:HG13 1:1:233: TYR:CE2 2.46 0.51
1:1:309:VAL:HB 1:1:311:GLN:OE1 2.11 0.51
1:J:399:PHE:HE2 1:L:405:ARG:HH21 1.58 0.51
1:L:102:VAL:O 1:L:105:TYR:HB2 2.11 0.51
2:M:4:LEU:HD11 2:M:115:VAL:O 2.10 0.51
2:Q:50:TRP:HE1 2:Q:99:VAL:HG21 1.74 0.51
2:Q:91: THR:HB 2:Q:124:VAL:H 1.76 0.51
2:Y:210:ASN:HA 2:Y:221:ASP:0OD1 2.11 0.51
2:1:30: THR:HG22 2:1:74:THR:HG22 1.91 0.51
2:1:38:ARG:HB3 2:1:94:TYR:CE1 2.45 0.51
2:1:92:ALA:O 2:1:122:VAL:HG22 2.10 0.51
2:3:30: THR:HG22 2:3:74:. THR:HG22 1.91 0.51
2:5:108:PHE:CD2 2:5:108:PHE:N 2.75 0.51
2:9:29:LEU:N 2:9:29:LEU:HD23 2.25 0.51
3:R:172:GLN:CB 3:R:176:LYS:HD2 2.40 0.51
3:4:17:ARG:HH21 3:4:78: THR:CG2 2.24 0.51
3:0:7:PRO:HG2 3:0:106:THR:CG2 2.39 0.51
3:0:64:PHE:CD1 3:0:77:ILE:HG12 2.45 0.51
1:A:383:ARG:HD3 1:C:27:LYS:HZ3 1.74 0.51
1:A:403:GLU:H 1:A:407:GLN:HE21 1.58 0.51
1:B:309:VAL:HB 1:B:311:GLN:OE1 2.11 0.51
1:B:381:LEU:O 1:B:385:1LE:HG13 2.11 0.51
1:D:99:PRO:HB2 1:D:229:ARG:CD 2.40 0.51
1:D:405:ARG:HD3 1:E:406:ILE:HG21 1.93 0.51
1:E:272:ALA:HA 2:U:105:VAL:HG22 1.93 0.51
1:F:120:PHE:CD2 1:F:150:ARG:HD2 2.46 0.51
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1:F:182:VAL:HG22 | 1:F:202:VAL:HG21 1.93 0.51
1:H:380:LYS:HZ3 1:H:384:VAL:HG23 1.76 0.51
1:J:99:PRO:HB2 1:J:229:ARG:CD 2.40 0.51
1:J:343: TRP:HB3 1:J:354:ARG:NH2 2.26 0.51
1:J:424:ASN:HB3 1:L:423: TYR:CE2 2.46 0.51
1:K:324:PRO:O 1:K:325:GLU:HB3 2.10 0.51
2:0:50: TRP:HE1 2:0:99:VAL:HG21 1.75 0.51
2:0:148:THR:C 2:0:199:SER:HB2 2.31 0.51
2:Q:62:LYS:CE 3:R:97:LEU:HD13 2.41 0.51
2:S5:34:LEU:HD21 2:5:96:CYS:HB2 1.92 0.51
2:U:83:MET:HB3 2:U:86:LEU:CD2 2.41 0.51
2:U:159:PHE:HB2 2:U:188:LEU:HD22 1.92 0.51
2:W:148:THR:C 2:W:199:SER:HB2 2.31 0.51
2:1:29:LEU:HD23 2:1:29:LEU:N 2.25 0.51
2:5:108:PHE:CZ 3:6:99:GLY:HA2 2.45 0.51
2:9:29:LEU:HD21 2:9:77:ASN:HA 1.92 0.51
3:N:41:LEU:HB3 3:N:42:PRO:HD2 1.93 0.51
3:N:142:SER:O 3:N:143:ASP:HB2 2.09 0.51
3:R:113:GLN:CG 3:R:175:ASN:ND2 2.74 0.51
3:R:126:SER:OG 3:R:129:GLU:HB2 2.11 0.51
3:T:197:SER:HB3 3:T:210:THR:OG1 2.11 0.51
3:V:137:LEU:HB3 3:V:153:TRP:CH2 2.45 0.51
3:0:137:LEU:HD11 3:0:190: TRP:HZ3 1.75 0.51
1:B:102:VAL:HG11 1:B:108:LEU:HD23 1.92 0.51
1:B:321:ARG:HD2 1:B:437:ILE:HG23 1.93 0.51
1:D:214:1ILE:N 1:D:214:ILE:HD12 2.26 0.51
1:D:421: TRP:HA 1:D:424:ASN:HD22 1.76 0.51
1:E:99:PRO:HB2 1:E:229:ARG:CD 2.41 0.51
1:G:413:VAL:HG21 1:1:409:LEU:HD11 1.92 0.51
1:1:62:ILE:HG13 1:1:63:ASP:N 2.26 0.51
1:1:120:PHE:CD2 1:1:150:ARG:HD2 2.45 0.51
1:1:384:VAL:CG1 1:1:385:ILE:HG23 2.40 0.51
1:K:170:ASN:ND2 1:K:239:PRO:HA 2.25 0.51
1:K:183:HIS:HA 1:K:230:ILE:HD13 1.91 0.51
2:M:159:PHE:HB2 | 2:M:188:LEU:HD22 1.93 0.51
2:0:68:VAL:O 2:0:69: THR:HG23 2.11 0.51
2:Q:22:CYS:HB2 2:Q:36: TRP:HH2 1.75 0.51
2:Q:30: THR:HG22 2:Q:74:THR:HG22 1.93 0.51
2:5:44:GLY:C 2:5:45:LEU:HD23 2.31 0.51
2:Y:60:TYR:CE1 2:Y:70:MET:-HG2 2.40 0.51
2:3:33:GLY:HA3 2:3:99:VAL:CG2 2.28 0.51
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2:9:98:ARG:HG2 2:9:98:ARG:HH11 1.74 0.51
2:9:100:GLU:O 2:9:102:VAL:N 2.44 0.51
2:9:148: THR:C 2:9:199:SER:HB2 2.31 0.51
2:9:206: THR:HG22 2:9:207:'TYR:N 2.26 0.51
3:R:6:GLN:CG 3:R:7:PRO:HD2 2.40 0.51
3:R:41:LEU:HB3 3:R:42:PRO:HD2 1.93 0.51
3:R:137:LEU:HB3 3:R:153: TRP:CH2 2.45 0.51
3:7:64:PHE:CD1 3:72:77:ILE:HG12 2.46 0.51
3:6:17:ARG:HH21 3:6:78: THR:HG21 1.76 0.51
3:8:41:LEU:HB3 3:8:42:PRO:HD2 1.93 0.51
3:0:137:LEU:HB3 3:0:153: TRP:CH2 2.46 0.51
1:A:324:PRO:O 1:A:325:GLU:HB3 2.11 0.51
1:B:243:LEU:HD12 1:B:244:VAL:H 1.76 0.51
1:C:59:LEU:HD12 1:C:60:ASP:N 2.26 0.51
1:D:18:HIS:H 1:D:18:HIS:CD2 2.29 0.51
1:E:108:LEU:O 1:E:112:VAL:HG23 2.11 0.51
1:E:324:PRO:O 1:E:325:GLU:HB3 2.10 0.51
1:F:37:-THR:CG2 1:F:322:ASN:HB2 2.40 0.51
1:F:326:LYS:NZ 1:F:343: TRP:CD1 2.78 0.51
1:H:426:GLU:HG3 1:1:383:ARG:NH2 2.26 0.51
1:1:321:ARG:HD2 1:1:437:ILE:HG23 1.93 0.51
1:L:156:LYS:HD2 1:L:196:VAL:CG2 2.41 0.51
2:Q:35:SER:HB2 2:Q:47'TRP:HE1 1.76 0.51
2:QQ:210:ASN:HA 2:Q:221:ASP:OD1 2.11 0.51
2:5:22:CYS:HB2 2:5:36:TRP:HH2 1.76 0.51
2:Y:135:PHE:HB3 3:7:126:SER:OG 2.10 0.51
2:1:34:LEU:HD21 2:1:96:CYS:HB2 1.93 0.51
2:1:83:MET:HB3 2:1:86:LEU:CD2 2.41 0.51
2:1:152: GLY:HA2 2:1:167:TRP:CH2 2.46 0.51
2:3:159:PHE:HB2 2:3:188:LEU:HD22 1.93 0.51
2:5:83:MET:HB3 2:5:86:LEU:CD2 2.40 0.51
2:9:83:MET:HB3 2:9:86:LEU:CD2 2.41 0.51
3:P:6:GLN:CG 3:P:7:PRO:HD2 2.39 0.51
3:T:137:LEU:HD11 3:T:190: TRP:HZ3 1.75 0.51
3:V:64:PHE:CD1 3:V:77:ILE:HG12 2.45 0.51
3:7:17:ARG:HH21 3:7Z:78: THR:CG2 2.23 0.51
3:4:137:LEU:HB3 3:4:153: TRP:HH2 1.76 0.51
3:8:197:SER:HB3 3:8:210: THR:OG1 2.11 0.51
1:C:247:SER:HB3 1:C:251:LEU:HD22 1.93 0.51
1:D:376:GLN:HB3 1:D:439:LEU:HD11 1.92 0.51
1:E:170:ASN:ND2 1:E:239:PRO:HA 2.25 0.51
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1:F:326:LYS:HZ2 1:F:341:ASN:HD22 1.58 0.51
1:G:27:LYS:HD3 1:H:383:ARG:CZ 2.40 0.51
1:G:495:ALA:O 1:G:499:ARG:HG3 2.11 0.51
1:H:74:PRO:HA 1:H:77:ASP:0D2 2.10 0.51
1:H:321:ARG:HD2 1:H:437:1ILE:HG23 1.93 0.51
1:1:403:GLU:H 1:1:407:GLN:HE21 1.59 0.51
1:J:453:ARG:HG2 1:L:461:ASP:0D2 2.10 0.51
1:K:169:PRO:HA 1:K:242:VAL:HG23 1.93 0.51
1:1L:470:TYR:CG 1:1:499:ARG:HG2 2.46 0.51
2:Q:34:LEU:HD21 2:Q:96:CYS:HB2 1.92 0.51
2:Q:108:PHE:HB2 2:Q:111:TYR:HE2 1.76 0.51
2:S:148: THR:C 2:S:199:SER:HB2 2.32 0.51
2:W:159:PHE:HB2 | 2:W:188:LEU:HD22 1.93 0.51
2:Y:29:LEU:CD2 2:Y:77:ASN:HA 2.41 0.51
2:Y:83:MET:HB3 2:Y:86:LEU:CD2 2.41 0.51
2:Y:148: THR:C 2:Y:199:SER:HB2 2.30 0.51
2:1:179:PHE:HE2 3:2:142:SER:HB3 1.75 0.51
2:3:6:GLN:HE21 2:3:117:GLY:CA 2.13 0.51
2:7:60:TYR:CE1 2:7:70:MET:HG2 2.40 0.51
3:N:126:SER:O0G 3:N:129:GLU:HB2 2.11 0.51
3:P:17:ARG:HH21 3:P:78: THR:CG2 2.23 0.51
3:P:142:SER:O 3:P:143:ASP:HB2 2.10 0.51
3:P:172:GLN:CB 3:P:176:LYS:HD?2 2.41 0.51
3:T:17:ARG:HH21 3:T:78: THR:HG21 1.76 0.51
3:V:135:ALA:O 3:V:184:SER:HB2 2.11 0.51
3:V:196:TYR:O 3:V:210:THR:HG23 2.11 0.51
3:X:137:LEU:HD11 3:X:190: TRP:HZ3 1.75 0.51
3:X:138:VAL:HG13 3:X:182:TYR:CE1 2.47 0.51
3:6:135:ALA:O 3:6:184:SER:HB2 2.10 0.51
3:8:137:LEU:HD11 3:8:190: TRP:HZ3 1.76 0.51
3:0:172:GLN:CB 3:0:176:LYS:HD2 2.40 0.51
1:A:99:PRO:HB2 1:A:229:ARG:CD 2.42 0.50
1:A:380:LYS:HZ3 1:A:384:VAL:HG23 1.76 0.50
1:A:401:GLU:HG3 1:B:238:LYS:HE2 1.91 0.50
1:B:18:HIS:CD2 1:B:18:HIS:H 2.29 0.50
1:B:61:GLY:O 1:B:64:CYS:HB2 2.10 0.50
1:B:380:LYS:HZ3 1:B:384:VAL:HG23 1.76 0.50
1:C:208:ARG:CZ 1:C:238:LYS:HD2 2.40 0.50
1:C:220:ARG:HB2 1:C:221:PRO:HD2 1.91 0.50
1:D:120:PHE:O 1:D:121:ILE:HD13 2.11 0.50
1:D:295:GLN:NE2 1:D:308:TYR:HB2 2.26 0.50
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1:F:243:LEU:HD12 1:F:244:VAL:H 1.76 0.50
1:F:436:THR:O 1:F:440: THR:HG23 2.11 0.50
1:G:37:THR:CG2 1:G:322:ASN:HB2 2.40 0.50
1:H:183:HIS:HA 1:H:230:ILE:HD13 1.93 0.50
1:1:335:ILE:HD11 1:1:354:ARG:HB3 1.92 0.50
1:J:326:LYS:HZ3 1:J:341:ASN:HD22 1.59 0.50
1:J:352:GLY:HA2 1:J:365:ALA:HA 1.93 0.50
1:J:381:LEU:O 1:J:385:1ILE:HG13 2.12 0.50
1:J:384:VAL:CG1 1:J:385:ILE:HG23 2.40 0.50
1:L:335:ILE:HD11 1:1:354:ARG:HB3 1.92 0.50
2:M:194:VAL:HG21 | 3:N:140:LEU:HD13 1.92 0.50
2:U:34:LEU:HD21 2:U:96:CYS:HB2 1.93 0.50
2:Y:100:GLU:N 2:Y:111:TYR:HB2 2.17 0.50
2:3:29:LEU:HD21 2:3:77:ASN:HA 1.93 0.50
2:5:2:VAL:HG21 2:5:115:VAL:HG21 1.92 0.50
2:7:50:TRP:HE1 2:7:99:VAL:HG21 1.76 0.50
3:P:41:LEU:HB3 3:P:42:PRO:HD2 1.93 0.50
3:P:135:ALA:O 3:P:184:SER:HB2 2.10 0.50
3:P:165:GLU:HG2 3:P:182:TYR:O 2.11 0.50
3:P:197:SER:HB3 3:P:210:THR:0G1 2.11 0.50
3:R:17:ARG:HH21 3:R:78: THR:HG21 1.75 0.50
3:V:120:VAL:O 3:V:209:LYS:HG3 2.11 0.50
3:X:172:GLN:CB 3:X:176:LYS:HD2 2.41 0.50
3:2:50:1ILE:HD13 3:2:75:LEU:HD13 1.92 0.50
1:A:325:GLU:HG2 1:A:326:LYS:N 2.26 0.50
1:C:179:ILE:O 1:C:254:PRO:HB3 2.12 0.50
1:C:376:GLN:HB3 1:C:439:LEU:HD11 1.93 0.50
1:D:208:ARG:CZ 1:D:238:LYS:HD2 2.42 0.50
1:D:325:GLU:HG2 1:D:326:LYS:N 2.26 0.50
1:E:280:GLU:HB2 1:E:290:ASN:ND2 2.26 0.50
1:G:335:ILE:CD1 1:G:354:ARG:HB3 2.41 0.50
1:G:380:LYS:HG2 1:1:29:ILE:O 2.12 0.50
2:M:44:GLY:C 2:M:45:LEU:HD23 2.30 0.50
2:0:50: TRP:CH2 2:0:52:ASN:HB2 2.46 0.50
2:U:180:PRO:O 3:V:167:-THR:HG21 2.11 0.50
2:W:29:LEU:HD23 2:W:29:.LEU:N 2.26 0.50
2:W:34:LEU:CD2 2:W:35:SER:H 2.24 0.50
2:W:108:PHE:CB 2:W:111:TYR:HE2 2.24 0.50
2:1:60:TYR:CE1 2:1:70:MET:HG2 2.40 0.50
2:1:91:THR:HB 2:1:124:VAL:N 2.26 0.50
2:5:29:LEU:HD21 2:5:77:ASN:HA 1.92 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
3:P:17:ARG:HH21 3:P:78: THR:HG21 1.76 0.50
3:T:196:TYR:O 3:T:210: THR:HG23 2.11 0.50
3:7:17:ARG:HH21 3:72:78: THR:HG21 1.75 0.50
3:2:17:ARG:HH21 3:2:78: THR:HG21 1.75 0.50
3:2:137:LEU:HD11 3:2:190: TRP:HZ3 1.76 0.50
3:2:197:SER:HB3 3:2:210: THR:OG1 2.11 0.50
3:8:17:ARG:HA 3:8:77:ILE:O 2.11 0.50
3:0:135:ALA:O 3:0:184:SER:HB2 2.11 0.50
1:A:85:ASP:O 1:A:265:SER:HA 2.12 0.50
1:A:148:PHE:CB 1:A:151:LEU:HB2 2.40 0.50
1:A:190:GLU:O 1:A:194:LEU:HD13 2.12 0.50
1:C:84: TRP:CE2 1:C:116:GLY:HA2 2.46 0.50
1:E:102:VAL:HG11 1:E:108:LEU:HD23 1.93 0.50
1:H:457:GLU:HG3 1:H:499:ARG:NH1 2.25 0.50
1:K:27:LYS:HD3 1:L:383:ARG:CZ 2.42 0.50
2:M:100:GLU:N 2:M:111:TYR:HB2 2.14 0.50
2:Q:112:PRO:HB2 3:R:51:SER:HB2 1.92 0.50
2:5:27:'TYR:O 2:S:98:ARG:NH2 2.44 0.50
2:5:83:MET:HB3 2:5:86:LEU:CD2 2.42 0.50
2:U:99:VAL:HA 2:U:111:TYR:CD1 2.46 0.50
2:U:179:PHE:CD1 3:V:140:LEU:HD22 2.46 0.50
2:Y:112:PRO:HA 3:7:36:HIS:CD2 2.46 0.50
2:1:100:GLU:O 2:1:102:VAL:N 2.44 0.50
2:1:151:LEU:HB3 2:1:224:VAL:HG11 1.94 0.50
2:3:206: THR:HG22 2:3:207:'TYR:N 2.26 0.50
2:5:148: THR.:C 2:5:199:SER:HB2 2.32 0.50
2:9:151:LEU:HB3 2:9:224:VAL:HG11 1.94 0.50
2:9:159:PHE:HB2 2:9:188:LEU:HD22 1.94 0.50
3:4:118:PRO:HB3 3:4:141:1LE:HG23 1.93 0.50
3:6:7:PRO:HG2 3:6:106: THR:CG2 2.41 0.50
3:8:35:VAL:HG13 3:8:92:SER:HB2 1.93 0.50
3:0:17:ARG:HH21 3:0:78: THR:CG2 2.24 0.50
3:0:50:ILE:HD13 3:0:75:LEU:HD13 1.93 0.50
3:0:138:VAL:HG13 3:0:182:TYR:CE1 2.46 0.50
1:A:108:LEU:O 1:A:112:VAL:HG23 2.11 0.50
1:A:123:GLU:OE1 1:A:168:MET:HG2 2.11 0.50
1:B:298:ASN:OD1 1:B:300:ILE:N 2.37 0.50
1:1:85:ASP:O 1:1:265:SER:HA 2.11 0.50
1:K:463:GLY:HA2 1:1:453:ARG:HD3 1.93 0.50
1:L:457:GLU:HG3 1:1:499:ARG:NH1 2.27 0.50
1:1:495:ALA:O 1:1:499:ARG:HG3 2.12 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
2:M:148:THR:C 2:M:199:SER:HB2 2.31 0.50
2:U:44:GLY:C 2:U:45:LEU:HD23 2.31 0.50
2:5:34:LEU:CD2 2:5:35:SER:H 2.24 0.50
2:7:100:GLU:N 2:7:111:TYR:HB2 2.16 0.50
2:9:11:VAL:HG22 2:9:123: THR:0OG1 2.11 0.50
3:R:138:VAL:HG13 3:R:182:TYR:CE1 2.47 0.50
3:T:120:VAL:O 3:T:209:LYS:HG3 2.12 0.50
3:7:126:SER:OG 3:7:129:GLU:HB2 2.12 0.50
3:2:142:SER:O 3:2:143:ASP:HB2 2.10 0.50
3:6:41:LEU:HB3 3:6:42:PRO:HD2 1.92 0.50
3:6:118:PRO:HB3 3:6:141:1ILE:HG23 1.94 0.50
1:A:191:GLN:NE2 1:A:217:ILE:HD11 2.22 0.50
1:D:436:THR.:O 1:D:440: THR:HG23 2.10 0.50
1:D:463:GLY:HA2 1:E:453:ARG:HD3 1.94 0.50
1:F:18:HIS:H 1:F:18:HIS:CD2 2.29 0.50
1:F:61:GLY:O 1:F:64:CYS:HB2 2.12 0.50
1:F:192: THR:HG22 1:F:198:ALA:HB2 1.93 0.50
1:G:384:VAL:CG1 1:G:385:ILE:HG23 2.40 0.50
1:K:247:SER:HB3 1:K:251:LEU:HD22 1.93 0.50
1:K:381:LEU:O 1:K:385:ILE:HG13 2.11 0.50
1:K:431:LEU:O 1:K:435:HIS:HB2 2.12 0.50
1:L:251:LEU:HD12 1:L:252:ILE:H 1.76 0.50
2:0:142:LYS:HE?2 2:0:144: THR:HG22 1.94 0.50
2:Q:36: TRP:NE1 2:Q:70:MET:HE1 2.27 0.50
2:Q:44:GLY:C 2:Q:45:LEU:HD23 2.32 0.50
2:W:27:TYR:O 2:W:98:ARG:NH2 2.45 0.50
2:W:68:VAL:O 2:W:69:THR:HG23 2.12 0.50
2:W:83:MET:HB3 2:W:86:LEU:CD2 2.41 0.50
2:3:151:LEU:HB3 2:3:224:VAL:HG11 1.94 0.50
2:7:4:.LEU:HD11 2:7:115:VAL:O 2.11 0.50
2:7:38:ARG:HB3 2:7:94:TYR:HE1 1.77 0.50
3:T:64:PHE:CD1 3:T:77:ILE:HG12 2.47 0.50
3:X:7:PRO:HG2 3:X:106:THR:CG2 2.40 0.50
3:X:12:GLY:N 3:X:111:LEU:HD13 2.26 0.50
3:X:64:PHE:CD1 3:X:77:ILE:HG12 2.47 0.50
3:7:135:ALA:O 3:7:184:SER:HB2 2.11 0.50
3:7:137:LEU:HD11 3:7:190: TRP:HZ3 1.77 0.50
3:2:137:LEU:HB3 3:2:153: TRP:CH2 2.46 0.50
3:0:165:GLU:HG2 3:0:182:TYR:O 2.12 0.50
1:A:161:TYR:CZ 1:A:249:GLY:HA2 2.46 0.50
1:B:295:GLN:NE2 1:B:308:TYR:HB2 2.26 0.50
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1:B:423:TYR:CZ 1:B:427:LEU:HD22 2.47 0.50
1:E:208:ARG:CZ 1:E:238:LYS:HD2 2.41 0.50
1:E:326:LYS:NZ 1:E:341:ASN:HD22 2.10 0.50
1:G:170:ASN:ND2 1:G:239:PRO:HA 2.26 0.50
1:H:138:ALA:HB2 1:H:226:LEU:HD12 1.94 0.50
1:H:170:ASN:ND2 1:H:239:PRO:HA 2.27 0.50
1:H:353:PHE:CE1 1:H:366:ASP:HB2 2.46 0.50
1:K:409:LEU:HD11 | 1:L:413:VAL:HG21 1.92 0.50
1:1:123:GLU:OE1 1:L:168: MET:HG2 2.12 0.50
2:0:37:VAL:HG22 2:0:47:TRP:HA 1.94 0.50
2:Q:50:TRP:CH2 2:QQ:52:ASN:HB2 2.47 0.50
2:Q:83:MET:HB3 2:Q:86:LEU:CD2 2.41 0.50
2:5:100:GLU:O 2:S:102:VAL:N 2.45 0.50
2:W:112:PRO:HA 3:X:36:HIS:CD2 2.45 0.50
2:1:33:GLY:HA3 2:1:99:VAL:CG2 2.28 0.50
2:1:159:PHE:HB2 2:1:188:LEU:HD22 1.94 0.50
2:1:210:ASN:HA 2:1:221:ASP:OD1 2.12 0.50
2:3:137:LEU:HD11 3:4:138:VAL:HG21 1.93 0.50
2:7:159:PHE:HB2 2:7:188:LEU:HD22 1.94 0.50
3:T:35:VAL:HG13 3:T:92:SER:HB2 1.93 0.50
3:V:50:ILE:HD13 3:V:75:LEU:HD13 1.92 0.50
3:V:165:GLU:HG2 3:V:182:TYR:O 2.11 0.50
3:2:135:ALA:O 3:2:184:SER:HB2 2.12 0.50
3:4:135:ALA:O 3:4:184:SER:HB2 2.11 0.50
3:4:196:TYR:O 3:4:210: THR:HG23 2.12 0.50
3:8:165:GLU:HG2 3:8:182:TYR:O 2.11 0.50
1:A:326:LYS:NZ 1:A:341:ASN:ND2 2.60 0.50
1:B:133:ASN:HB3 1:1:142:GLY:HA3 1.94 0.50
1:D:268:MET:HE1 1:D:282:ILE:HG22 1.94 0.50
1:E:156:LYS:HD2 1:E:196:VAL:CG2 2.40 0.50
1:F:316:LEU:HD12 1:F:317:ALA:N 2.26 0.50
1:H:96:ASN:HA 1:H:224:ARG:HH11 1.75 0.50
1:H:214:ILE:HD12 1:H:214:ILE:N 2.27 0.50
1:H:298:ASN:OD1 1:H:300:ILE:N 2.40 0.50
1:I:470:TYR:CG 1:1:499:ARG:HG2 2.46 0.50
1:K:338:PHE:CG 1:K:339:ILE:N 2.80 0.50
1:K:426:GLU:HG3 1:1:383:ARG:HH22 1.77 0.50
1:L:327:GLN:HG3 1:L:329:ARG:NE 2.26 0.50
2:M:6:GLN:HE21 2:M:117:GLY:CA 2.22 0.50
2:0:27:TYR:O 2:0:98:ARG:NH2 2.44 0.50
2:0:29:LEU:HD23 2:0:29:LEU:N 2.25 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
2:0:98:ARG:O 2:0:113:MET:HA 2.11 0.50
2:0:159:PHE:HB2 2:0:188:LEU:HD22 1.94 0.50
2:5:60:TYR:CE1 2:S:70:MET:HG2 2.40 0.50
2:Y:108:PHE:CB 2:Y:111:TYR:HE2 2.24 0.50
2:Y:151:LEU:HB3 2:Y:224:VAL:HG11 1.94 0.50
2:3:10:GLU:OE1 2:3:18:VAL:HG13 2.11 0.50
2:3:210:ASN:HA 2:3:221:ASP:0OD1 2.11 0.50
2:9:108:PHE:CD2 2:9:108:PHE:N 2.73 0.50
3:P:137:LEU:HB3 3:P:153:TRP:HH2 1.76 0.50
3:4:35:VAL:HG13 3:4:92:SER:HB2 1.94 0.50
1:A:67:ILE:HG13 1:A:105:TYR:CE2 2.47 0.50
1:A:326:LYS:NZ 1:A:341:ASN:HD22 2.09 0.50
1:B:431:LEU:O 1:B:435:HIS:HB2 2.12 0.50
1:E:109:ARG:CZ 1:E:267:ILE:HD13 2.42 0.50
1:E:190:GLU:O 1:E:194:LEU:HD13 2.11 0.50
1:E:325:GLU:HG2 1:E:326:LYS:N 2.27 0.50
1:F:352:GLY:HA2 1:F:365:ALA:HA 1.94 0.50
1:F:414:GLU:O 1:F:418:ILE:HG13 2.12 0.50
1:H:156:LYS:HD2 1:H:196:VAL:CG2 2.40 0.50
1:J:325:GLU:HG2 1:J:326:LYS:N 2.26 0.50
1:K:190:GLU:O 1:K:194:LEU:HD13 2.11 0.50
2:0:6:GLN:OE1 2:0:120: THR:HG23 2.11 0.50
2:0:100:GLU:O 2:0:102:VAL:N 2.45 0.50
2:5:38:ARG:HB3 2:5:94:TYR:CE1 2.47 0.50
2:S:151:LEU:HB3 2:S5:224:VAL:HG11 1.93 0.50
2:Y:38:ARG:HB3 2:Y:94:TYR:CE1 2.46 0.50
2:1:29:LEU:CD2 2:1:77:ASN:HA 2.41 0.50
2:1:44:GLY:HA2 3:2:89:TYR:CZ 2.47 0.50
2:1:142:LYS:CE 2:1:144: THR:HG22 2.42 0.50
3:T:165:GLU:HG2 3:T:182:TYR:O 2.12 0.50
3:X:120:VAL:O 3:X:209:LYS:HG3 2.11 0.50
3:4:64:PHE:CD1 3:4:77:ILE:-HG12 2.47 0.50
1:A:430:ALA:HB2 1:B:383:ARG:HH21 1.77 0.50
1:A:495:ALA:O 1:A:499:ARG:HG3 2.12 0.50
1:B:208:ARG:CZ 1:B:238:LYS:HD2 2.42 0.50
1:B:457:GLU:HG3 1:B:499:ARG:NH1 2.27 0.50
1:C:99:PRO:HB3 1:C:223:VAL:HG21 1.94 0.50
1:D:327:GLN:HG3 1:D:329:ARG:NE 2.27 0.50
1:D:338:PHE:CG 1:D:339:ILE:N 2.79 0.50
1:D:383:ARG:HD3 1:F:27:LYS:HZ3 1.72 0.50
1:E:17:HIS:HB2 1:E:320:MET:HE1 1.94 0.50
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1:F:421:TRP:HA 1:F:424:ASN:HD22 1.77 0.50
1:G:61:GLY:HA2 1:G:79:PHE:CZ 2.47 0.50
1:H:120:PHE:O 1:H:121:ILE:HD13 2.12 0.50
1:H:470: TYR:CG 1:H:499:ARG:HG2 2.47 0.50
1:L:324:PRO:O 1:L:325:GLU:HB3 2.11 0.50
1:1L:326:LYS:NZ 1:L:341:ASN:ND2 2.60 0.50
2:0:38:ARG:HB3 2:0:94:TYR:CE1 2.47 0.50
2:0:60: TYR:CE1 2:0:70:MET:HG2 2.39 0.50
2:0:108:PHE:CB 2:0:111:TYR:HE2 2.25 0.50
2:Q:108:PHE:CD2 2:Q:108:PHE:N 2.74 0.50
2:W:22:CYS:HB2 2:W:36: TRP:HH?2 1.76 0.50
2:W:180:PRO:HG2 3:X:170:SER:OG 2.12 0.50
2:3:102:VAL:HG12 2:3:103:ARG:H 1.77 0.50
2:7:6:GLN:HB3 2:7:120: THR:CG2 2.33 0.50
2:9:33:GLY:HA3 2:9:99:VAL:CG2 2.31 0.50
3:P:64:PHE:CD1 3:P:77:ILE:HG12 2.46 0.50
3:T:126:SER:OG 3:T:129:GLU:HB2 2.11 0.50
3:V:164:VAL:O 3:V:164:VAL:HG12 2.12 0.50
3:X:135:ALA:O 3:X:184:SER:HB2 2.11 0.50
3:X:167:THR:HG22 3:X:180:SER:O 2.12 0.50
3:4:138:VAL:HG13 3:4:182:TYR:CE1 2.47 0.50
3:4:172: GLN:HB2 3:4:176:LYS:HD2 1.93 0.50
3:6:137:LEU:HB3 3:6:153: TRP:HH2 1.76 0.50
1:A:335:ILE:CD1 1:A:354:ARG:HB3 2.42 0.49
1:B:335:ILE:HD11 1:B:354:ARG:HB3 1.92 0.49
1:D:123:GLU:OE1 1:D:168:MET:HG2 2.11 0.49
1:F:173:ASN:HA 2:U:75:GLY:HA3 1.94 0.49
1:H:99:PRO:HB3 1:H:223:VAL:HG21 1.94 0.49
1:1:156:LYS:HD2 1:1:196:VAL:CG2 2.42 0.49
1:1:457:GLU:HG3 1:1:499:ARG:NH1 2.27 0.49
1:J:102: VAL:HG11 1:J:108:LEU:HD23 1.94 0.49
1:J:243:LEU:HD12 1:J:244:VAL:H 1.77 0.49
1:L:17:HIS:HA 1:L:350: TRP:O 2.12 0.49
1:L:427:-LEU:O 1:1:431:LEU:HD12 2.12 0.49
2:0:29:LEU:HD21 2:0:77:ASN:HA 1.94 0.49
2:0:152:GLY:HA2 2:0:167:TRP:CH2 2.47 0.49
2:5:99:VAL:HB 2:S:111:TYR:CZ 2.47 0.49
2:U:2:VAL:HG23 2:U:115:VAL:HG11 1.93 0.49
2:W:33:GLY:HA3 2:W:99:VAL:CG2 2.28 0.49
2:Y:6:GLN:HB2 2:Y:118:GLN:OE1 2.11 0.49
2:7:142:LYS:CE 2:7:144: THR:HG22 2.42 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
3:N:17:ARG:HH21 3:N:78: THR:CG2 2.25 0.49
3:T:137:LEU:HB3 3:T:153: TRP:HH2 1.77 0.49
3:X:137:LEU:HB3 3:X:153: TRP:HH2 1.76 0.49
3:2:118:PRO:HB3 3:2:141:1ILE:HG23 1.94 0.49
3:0:41:LEU:HB3 3:0:42:PRO:HD2 1.94 0.49
1:A:120:PHE:O 1:A:121:ILE:HD13 2.11 0.49
1:C:381:LEU:O 1:C:385:1ILE:HG13 2.11 0.49
1:E:426:GLU:HG3 1:F:383:ARG:NH2 2.27 0.49
1:G:169:PRO:HA 1:G:242:VAL:HG23 1.93 0.49
1:H:61:GLY:HA2 1:H:79:PHE:CZ 2.46 0.49
1:H:495:ALA:O 1:H:499:ARG:HG3 2.11 0.49
1:1:103:PRO:HD2 1:1:232:ILE:O 2.13 0.49
1:1:280:GLU:HB2 1:1:290:ASN:ND2 2.27 0.49
1:J:170:ASN:ND2 1:J:239:PRO:HA 2.26 0.49
2:0:7:SER:O 2:0:120: THR:HG22 2.12 0.49
2:0:151:LEU:HB3 2:0:224:VAL:HG11 1.95 0.49
2:S:4:LEU:HD11 2:S:115:VAL:O 2.12 0.49
2:U:142:LYS:CE 2:U:144: THR:HG22 2.42 0.49
2:U:148: THR:C 2:U:199:SER:HB2 2.32 0.49
2:Y:184:GLN:HA 3:7:165:GLU:OE1 2.12 0.49
2:3:6:GLN:HB3 2:3:120: THR:HG23 1.94 0.49
2:7:151:LEU:HB3 2:7:224:VAL:HG11 1.94 0.49
3:N:197:SER:HB3 3:N:210: THR:OG1 2.11 0.49
3:V:41:LEU:HB3 3:V:42:PRO:HD2 1.95 0.49
3:7:38:TYR:HE2 3:7:48:LEU:HD13 1.77 0.49
3:4:197:SER:HB3 3:4:210: THR:OG1 2.12 0.49
1:A:99:PRO:HB3 1:A:223:VAL:HG21 1.95 0.49
1:C:338:PHE:CG 1:C:339:1LE:N 2.80 0.49
1:D:298:ASN:OD1 1:D:300:ILE:N 2.39 0.49
1:D:324:PRO:O 1:D:325:GLU:HB3 2.11 0.49
1:E:152:ASN:HB2 1:E:255:ARG:NH1 2.27 0.49
1:G:212:THR:HG21 1:1:216:ASN:HB3 1.94 0.49
1:I:161:TYR:HB2 1:1:196:VAL:CG2 2.41 0.49
1:J:208:ARG:CZ 1:J:238:LYS:HD2 2.43 0.49
1:K:37:THR:CG2 1:K:322: ASN:HB2 2.42 0.49
1:1:134:GLY:HA3 1:L:153:TRP:HB3 1.94 0.49
1:L:331:LEU:H 1:L:331:LEU:CD2 2.07 0.49
2:0:102:VAL:HG12 2:0:103:ARG:H 1.77 0.49
2:Y:102:VAL:HG12 2:Y:103:ARG:H 1.76 0.49
2:1:102:VAL:HG12 2:1:103:ARG:H 1.77 0.49
2:3:34:LEU.CD2 2:3:35:SER:H 2.26 0.49

Continued on next page...



Page 125

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

2:7:142:LYS:HE2 2:7:144:THR:HG22 1.94 0.49
3:N:172:GLN:CB 3:N:176:LYS:HD2 2.41 0.49
3:P:138:VAL:HG13 3:P:182:TYR:CE1 2.47 0.49
3:V:64:PHE:HD1 3:V: 77 ILE:HG12 1.78 0.49
3:V:197:SER:HB3 3:V:210: THR:OG1 2.12 0.49
3:7:41:LEU:HB3 3:7:42:PRO:HD2 1.94 0.49
3:6:120:VAL:O 3:6:209:LYS:HG3 2.12 0.49
6:DA:2:NAG:H61 6:DA:3:BMA:H2 1.94 0.49
1:B:325:GLU:HG2 1:B:326:LYS:N 2.26 0.49
1:C:138:ALA:HB2 1:C:226:LEU:HD12 1.92 0.49
1:C:180: TRP:CE2 1:C:204:VAL:HG21 2.48 0.49
1:D:221:PRO:HG2 1:E:206: THR:C 2.32 0.49
1:D:247:SER:HB3 1:D:251:LEU:HD22 1.94 0.49
1:E:67:ILE:HG13 1:E:105: TYR:CE2 2.48 0.49
1:E:220:ARG:HB2 1:E:221:PRO:HD2 1.92 0.49
1:1:427:LEU:O 1:1:431:LEU:HD12 2.12 0.49
1:J:470: TYR:CG 1:J:499:ARG:HG2 2.48 0.49
1:K:138:ALA:HB2 1:K:226:LEU:HD12 1.93 0.49
1:K:191:GLN:NE2 1:K:217:ILE:HD11 2.24 0.49
1:L:67:ILE:HG13 1:L:105:TYR:CE2 2.47 0.49
2:0:34:LEU:CD2 2:0:35:SER:H 2.25 0.49
2:0:180:PRO:HG2 3:P:170:SER:OG 2.12 0.49
2:Q:29:LEU:CD2 2:Q:77:ASN:HA 2.42 0.49
2:5:206: THR:HG21 2:5:223:LYS:CE 2.33 0.49
2:U:50: TRP:CH2 2:U:52:ASN:HB2 2.47 0.49
2:W:34:LEU:HD22 2:W:35:SER:N 2.27 0.49
2:Y:142:LYS:HE2 2:Y:144: THR:HG22 1.94 0.49
2:3:100:GLU:O 2:3:102:VAL:N 2.45 0.49
2:5:108:PHE:CB 2:5:111:TYR:CE2 2.95 0.49
2:7:108:PHE:O 2:7:111:TYR:CD2 2.65 0.49
2:9:44:GLY:HA2 3:0:89:TYR:CZ 2.47 0.49
3:N:26:SER:N 3:N:29:ILE:HD12 2.28 0.49
3:N:118:PRO:HB3 3:N:141:1LE:HG23 1.94 0.49
3:P:35:VAL:HG13 3:P:92:SER:HB2 1.93 0.49
3:R:135:ALA:O 3:R:184:SER:HB2 2.13 0.49
3:T:41:LEU:HB3 3:T:42:PRO:HD2 1.93 0.49
3:2:17:ARG:HA 3:2:77:ILE:O 2.13 0.49
3:2:64:PHE:CD1 3:2:77:ILE:HG12 2.48 0.49
3:8:64:PHE:CD1 3:8:77:ILE:HG12 2.47 0.49
3:8:91:GLN:HB2 3:8:102:PHE:HE2 1.78 0.49
1:B:37:THR:CG2 1:B:322:ASN:HB2 2.42 0.49
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Atom-1 Atom-2 distance (A) overlap (A)

1:C:17:HIS:HB2 1:C:320:MET:HE1 1.94 0.49
1:E:148:PHE:CB 1:E:151:LEU:HB2 2.42 0.49
1:E:401:GLU:HG3 1:F:238:LYS:CE 2.41 0.49
1:G:191:GLN:NE2 1:G:217:ILE:HD11 2.23 0.49
1:G:243:LEU:HD12 1:G:244:VAL:H 1.77 0.49
1:H:324:PRO:O 1:H:325:GLU:HB3 2.12 0.49
1:1:102: VAL:HG11 1:I:108:LEU:HD23 1.93 0.49
1:J:120:PHE:CD2 1:J:150:ARG:HD2 2.47 0.49
1:J:185:PRO:HA 1:J:190:GLU:OE2 2.13 0.49
1:K:62:1LE:HG13 1:K:63:ASP:N 2.26 0.49
1:K:208:ARG:CZ 1:K:238:LYS:HD2 2.41 0.49
1:K:327:GLN:HG3 1:K:329:ARG:NE 2.27 0.49
1:K:470:TYR:CG 1:K:499:ARG:HG2 2.47 0.49
2:M:152:GLY:HA2 2:M:167:-TRP:CH2 2.48 0.49
2:0:206: THR:HG22 2:0:207:TYR:N 2.27 0.49
2:Q:34:LEU:HD22 2:Q:35:SER:N 2.27 0.49
2:Q:151:LEU:HB3 | 2:QQ:224:VAL:HGI11 1.94 0.49
2:5:179:PHE:CD1 3:T:140:LEU:-HD22 2.47 0.49
2:U:29:LEU:HD21 2:U:77:ASN:HA 1.94 0.49
2:1:10:GLU:OE1 2:1:18:VAL:HG13 2.12 0.49
2:1:36: TRP:NE1 2:1:70:MET:HE1 2.27 0.49
2:3:91: THR:CG2 2:3:124:VAL:H 2.26 0.49
2:7:50: TRP:CH2 2:7:52:ASN:HB2 2.48 0.49
3:R:91:GLN:HB2 3:R:102:PHE:HE2 1.77 0.49
3:R:137:LEU:HD11 3:R:190: TRP:HZ3 1.77 0.49
1:D:212: THR:HG21 1:F:216:ASN:CB 2.42 0.49
1:D:470: TYR:CG 1:D:499:ARG:HG2 2.48 0.49
1:E:197:GLN:H 1:E:197:GLN:CD 2.16 0.49
1:F:321:ARG:HD2 1:F:437:1LE:HG23 1.94 0.49
1:F:381:LEU:O 1:F:385:ILE:HG13 2.13 0.49
1:1:338:PHE:CG 1:1:339:ILE:N 2.81 0.49
1:J:335:ILE:CD1 1:J:354:ARG:HB3 2.42 0.49
1:K:353:PHE:CE1 1:K:366:ASP:HB2 2.46 0.49
1:1:471:HIS:HB2 1:1:494:GLU:OE1 2.12 0.49
2:M:29:LEU:HD21 2:M:77:ASN:HA 1.94 0.49
2:M:151:LEU:HB3 | 2:M:224:VAL:HG11 1.94 0.49
2:0:159:PHE:CD1 2:0:160:PRO:HA 2.48 0.49
2:Q:34:LEU:HD23 2:Q:97:ALA:O 2.12 0.49
2:Q:114:ASP:OD2 | 2:Q:115:VAL:HG23 2.13 0.49
2:5:179:PHE:CZ 3:T:140:LEU:HB3 2.48 0.49
2:U:151:LEU:HB3 2:U:224:VAL:HG11 1.94 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
2:W:91:THR:HB 2:W:124:VAL:N 2.28 0.49
2:Y:29:LEU:HD21 2:Y:7T7:ASN:HA 1.94 0.49
2:Y:93:VAL:HA 2:Y:120: THR:O 2.12 0.49
2:5:142:LYS:CE 2:5:144: THR:HG22 2.42 0.49
2:9:36:TRP:NE1 2:9:70:MET:HE1 2.27 0.49
2:9:101:GLY:H 2:9:111:TYR:HB3 1.77 0.49
3:R:174:ASN:HD21 3:R:176:LYS:HB3 1.78 0.49
3:7:118:PRO:HB3 3:7:141:1ILE:HG23 1.94 0.49
3:4:164:VAL:O 3:4:164:VAL:HG12 2.12 0.49
3:0:164:VAL:O 3:0:164:VAL:HG12 2.13 0.49
6:GA:2:NAG:H61 6:GA:3:BMA:H2 1.94 0.49
1:A:197:GLN:H 1:A:197:GLN:CD 2.16 0.49
1:C:436: THR:O 1:C:440: THR:HG23 2.13 0.49
1:E:84. TRP:CE2 1:E:116:GLY:HA2 2.47 0.49
1:E:161:TYR:CZ 1:E:249:GLY:HA2 2.48 0.49
1:F:99:PRO:HB3 1:F:223:VAL:HG21 1.95 0.49
1:G:123:GLU:QOE1 1:G:168:MET:HG2 2.13 0.49
1:G:134:GLY:HA3 1:G:153: TRP:HB3 1.93 0.49
1:G:148:PHE:CB 1:G:151:LEU:HB2 2.43 0.49
1:H:37:"THR:CG2 1:H:322: ASN:HB2 2.43 0.49
1:H:108:LEU:O 1:H:112:VAL:HG23 2.11 0.49
1:H:338:PHE:CG 1:H:339:ILE:N 2.81 0.49
1:1:17:HIS:HA 1:1:350: TRP:O 2.13 0.49
1:L:382:ASN:O 1:L:385:ILE:O 2.30 0.49
2:M:108:PHE:CD2 2:M:108:PHE:N 2.74 0.49
2:M:117:GLY:C 2:M:119:GLY:N 2.66 0.49
2:0:158:TYR:OH 2:0:191:LEU:HD23 2.13 0.49
2:U:99:VAL:HB 2:U:111:TYR:CE1 2.48 0.49
2:U:206: THR:HG22 2:U:207:TYR:N 2.28 0.49
2:U:210:ASN:HA 2:U:221:ASP:0OD1 2.12 0.49
2:W:29:.LEU:HD21 2:W:77:ASN:HA 1.93 0.49
2:W:206: THR:HG22 2:W:207:-TYR:N 2.28 0.49
2:Y:97:ALA:HB1 2:Y:114:ASP:O 2.12 0.49
2:Y:142:LYS:CE 2:Y:144:THR:HG22 2.42 0.49
2:1:142:LYS:HE2 2:1:144:THR:HG22 1.94 0.49
2:1:159:PHE:CD1 2:1:160:PRO:HA 2.48 0.49
2:3:34:LEU:HD22 2:3:35:SER:N 2.28 0.49
2:3:91:THR:CB 2:3:124:VAL:HG23 2.39 0.49
2:5:151:LEU:HB3 2:5:224:VAL:HG11 1.94 0.49
2:7:68:VAL:O 2:7:69:. THR:HG23 2.11 0.49
2:7:206: THR:HG22 2:7:207 TYR:N 2.28 0.49
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
3:N:50:ILE:HD13 3:N:75:LEU:HD13 1.95 0.49
3:N:165:GLU:HG2 3:N:182:TYR:O 2.13 0.49
3:R:93:TYR:HD1 3:R:100:SER:HB3 1.78 0.49
3:R:118:PRO:HB3 3:R:141:1ILE:HG23 1.93 0.49
3:R:120:VAL:O 3:R:209:LYS:HG3 2.13 0.49
3:7:197:SER:HB3 3:7:210: THR:0G1 2.12 0.49
6:AA:2:NAG:H61 6:AA:3:BMA:H2 1.95 0.49
6:JA:2:NAG:H61 6:JA:3:BMA:H2 1.94 0.49
1:A:338:PHE:CG 1:A:339:ILE:N 2.81 0.49
1:C:470:TYR:CG 1:C:499:ARG:HG2 2.48 0.49
1:D:37:THR:CG2 1:D:322:ASN:HB2 2.42 0.49
1:F:234:TRP:H 1:F:234:TRP:HE3 1.55 0.49
1:F:335:ILE:CD1 1:F:354:ARG:HB3 2.42 0.49
1:H:352:GLY:HA2 1:H:365:ALA:HA 1.94 0.49
1:1:18:HIS:H 1:I:18:HIS:CD2 2.30 0.49
1:1:324:PRO:O 1:1:325:GLU:HB3 2.12 0.49
2:0:142:LYS:CE 2:0:144: THR:HG22 2.43 0.49
2:5:206: THR:HG22 2:5:207:TYR:N 2.28 0.49
2:U:180:PRO:HG2 3:V:170:SER:OG 2.12 0.49
2:Y:91:THR:0OG1 2:Y:123:THR:HA 2.13 0.49
2:Y:152:GLY:HA2 2:Y:167:TRP:CH2 2.48 0.49
2:Y:206: THR:HG22 2:Y:207:-TYR:N 2.27 0.49
2:3:34:LEU:HD21 2:3:96:CYS:HB2 1.94 0.49
2:7:159:PHE:CD1 2:7:160:PRO:HA 2.48 0.49
2:9:112:PRO:HB2 3:0:51:SER:HB2 1.93 0.49
3:N:17:ARG:HH21 3:N:78: THR:HG21 1.78 0.49
3:P:164:VAL:O 3:P:164:VAL:HG12 2.13 0.49
3:R:17:ARG:HA 3:R:77:ILE:O 2.13 0.49
3:X:164:VAL:O 3:X:164:VAL:HG12 2.12 0.49
3:X:172:GLN:HB2 3:X:176:LYS:HD2 1.94 0.49
3:6:26:SER:N 3:6:29:1ILE:HD12 2.28 0.49
3:8:164:VAL:O 3:8:164:VAL:HG12 2.13 0.49
3:8:172:GLN:HB2 3:8:176:LYS:HD2 1.95 0.49
3:0:35:VAL:HG13 3:0:92:SER:HB2 1.94 0.49
1:B:123:GLU:OE1 1:B:168:MET:HG2 2.12 0.49
1:C:72:GLY:HA3 1:C:149:SER:OG 2.12 0.49
1:C:325:GLU:HG2 1:C:326:LYS:N 2.26 0.49
1:E:61:GLY:HA2 1:E:79:PHE:CZ 2.47 0.49
1:E:102:VAL:O 1:E:105: TYR:HB2 2.13 0.49
1:H:247:SER:HB3 1:H:251:LEU:HD22 1.94 0.49
1:H:326:LYS:NZ 1:H:341:ASN:ND2 2.61 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
1:I:108:LEU:O 1:1:112:VAL:HG23 2.13 0.49
1:1:271:ASP:C 2:3:105:VAL:HG23 2.32 0.49
1:J:148:PHE:CB 1:J:151:LEU:HB2 2.42 0.49
1:J:335:ILE:HD11 1:J:354:ARG:HB3 1.93 0.49
1:K:335:ILE:HD11 1:K:354:ARG:HB3 1.94 0.49
1:L:138:ALA:HB2 1:L:226:LEU:HD12 1.94 0.49
1:1:280:GLU:HB2 1:L:290:ASN:ND2 2.27 0.49
2:M:10:GLU:OE1 2:M:18:VAL:HG13 2.13 0.49
2:M:34:LEU:HD21 2:M:96:CYS:HB2 1.94 0.49
2:M:112:PRO:HA 3:N:36:HIS:CD2 2.48 0.49
2:0:108:PHE:O 2:0:111:TYR:CD2 2.66 0.49
2:Q:108:PHE:O 2:Q:111:TYR:CD2 2.66 0.49
2:Q:154:LEU:HD21 | 3:R:136:THR:HG21 1.93 0.49
2:U:35:SER:HB2 2:U:47-TRP:HE1 1.77 0.49
2:W:142:LYS:CE 2:W:144: THR:HG22 2.43 0.49
2:Y:6:GLN:H 2:Y:118:GLN:HE22 1.60 0.49
2:1:206: THR:HG22 2:1:207:'TYR:N 2.28 0.49
2:5:139:PRO:HB2 2:5:141:SER:O 2.13 0.49
2:9:152:GLY:HA2 2:9:167:TRP:CH2 2.47 0.49
3:P:137:LEU:HD11 3:P:190: TRP:HZ3 1.77 0.49
3:T:135:ALA:O 3:T:184:SER:HB2 2.13 0.49
3:2:41:LEU:HB3 3:2:42:PRO:HD2 1.93 0.49
3:2:113:GLN:HG3 3:2:175:ASN:HD21 1.76 0.49
3:2:165:GLU:HG2 3:2:182:TYR:O 2.13 0.49
4:HA:1:NAG:H61 4:HA:2:NAG:O7 2.13 0.49
1:C:183:HIS:HA 1:C:230:ILE:HD13 1.95 0.49
1:D:405:ARG:HH21 1:E:399:PHE:HE2 1.60 0.49
1:E:326:LYS:NZ 1:E:341:ASN:ND2 2.60 0.49
1:G:138:ALA:HB2 1:G:226:LEU:HD12 1.95 0.49
1:G:325:GLU:HG2 1:G:326:LYS:N 2.28 0.49
1:1:148:PHE:CB 1:1:151:LEU:HB2 2.42 0.49
1:J:161:TYR:CZ 1:J:249:GLY:HA2 2.48 0.49
2:M:34:LEU:CD2 2:M:35:SER:H 2.26 0.49
2:M:206: THR:HG22 2:M:207:-TYR:N 2.28 0.49
2:Q:206: THR:HG22 2:Q:207:-TYR:N 2.27 0.49
2:5:102:VAL:HG12 2:5:103:ARG:H 1.77 0.49
2:U:142:LYS:HE2 2:U:144: THR:HG22 1.94 0.49
2:W:44:GLY:C 2:W:45:LEU:HD23 2.32 0.49
2:W:100:GLU:O 2:W:102:VAL:N 2.46 0.49
2:W:108:PHE:O 2:W:111:TYR:CD2 2.65 0.49
2:Y:100:GLU:O 2:Y:102:VAL:N 2.46 0.49
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Atom-1 Atom-2 distance (A) overlap (A)

2:1:91: THR:HA 2:1:122:VAL:HG23 1.95 0.49
2:3:92:ALA:O 2:3:122:VAL:HG22 2.13 0.49
2:3:114:ASP:0D2 2:3:115:VAL:HG23 2.12 0.49
2:3:142:LYS:HE2 2:3:144: THR:HG22 1.95 0.49
3:7:37: TRP:HB2 3:7Z:50:ILE:HG13 1.95 0.49
3:2:138:VAL:HG13 3:2:182:TYR:CE1 2.48 0.49
3:8:135:ALA:O 3:8:184:SER:HB2 2.13 0.49
3:0:38: TYR:HE2 3:0:48:LEU:HD13 1.77 0.49
1:B:99:PRO:HB3 1:B:223:VAL:HG21 1.94 0.48
1:B:487:ASP:0D2 1:B:490:VAL:HG23 2.13 0.48
1:C:102:VAL:O 1:C:105:TYR:HB2 2.12 0.48
1:D:352:GLY:HA2 1:D:365:ALA:HA 1.95 0.48
1:E:247:SER:HB3 1:E:251:LEU:HD22 1.93 0.48
1:F:213:ILE:HG13 1:F:233:TYR:CE2 2.48 0.48
1:F:326:LYS:CD 1:F:328: THR:H 2.25 0.48
1:G:272:ALA:HA 2:Y:105:VAL:HG22 1.95 0.48
1:G:352:GLY:HA2 1:G:365:ALA:HA 1.95 0.48
1:J:37:THR:CG2 1:J:322:ASN:HB2 2.43 0.48
1:J:187:THR:CB 1:J:189:GLN:HE21 2.16 0.48
1:K:326:LYS:NZ 1:K:341:ASN:HD22 2.11 0.48
1:L:120:PHE:O 1:L:121:ILE:HD13 2.13 0.48
2:M:109:HIS:HA 3:N:93:TYR:CD1 2.48 0.48
2:Q:100:GLU:O 2:Q:102:VAL:N 2.46 0.48
2:5:33:GLY:HA3 2:5:99:VAL:CG2 2.27 0.48
2:5:108:PHE:O 2:5:111:TYR:CD2 2.66 0.48
2:W:151:LEU:HB3 | 2:W:224:VAL:HG11 1.95 0.48
2:Y:2:VAL:HG21 2:Y:115:VAL:HG21 1.95 0.48
2:1:179:PHE:CE2 3:2:142:SER:HB3 2.48 0.48
3:N:137:LEU:HB3 3:N:153: TRP:HH2 1.78 0.48
3:R:164:VAL:HG12 3:R:164:VAL:O 2.13 0.48
3:T:138:VAL:HG13 3:T:182:TYR:CE1 2.48 0.48
3:X:17:ARG:HH21 3:X:78:THR:CG2 2.26 0.48
3:4:93:TYR:HD1 3:4:100:SER:HB3 1.76 0.48
3:0:172:GLN:HB2 3:0:176:LYS:HD2 1.94 0.48
1:C:102:VAL:HG11 | 1:C:108:LEU:HD23 1.95 0.48
1:D:197:GLN:CD 1:D:197:GLN:H 2.16 0.48
1:F:99:PRO:HB2 1:F:229:ARG:HD3 1.95 0.48
1:F:327:GLN:HG3 1:F:329:ARG:NE 2.28 0.48
1:F:338:PHE:CG 1:F:339:ILE:N 2.81 0.48
1:G:103:PRO:HD2 1:G:232:ILE:O 2.13 0.48
1:H:62:ILE:HG13 1:H:63:ASP:N 2.27 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:335:ILE:HG12 1:1:354:ARG:HB3 1.94 0.48
1:J:338:PHE:CG 1:J:339:ILE:N 2.81 0.48
1:J:405:ARG:HD3 1:K:406:ILE:HG21 1.95 0.48
1:J:409:LEU:HD11 1:K:413:VAL:HG21 1.95 0.48
1:K:243:LEU:HD12 1:K:244:VAL:H 1.77 0.48
2:Y:17:SER:HA 2:Y:86:LEU:HG 1.95 0.48
2:Y:108:PHE:O 2:Y:111:TYR:CD2 2.66 0.48
2:Y:158:TYR:OH 2:Y:191:LEU:HD23 2.13 0.48
2:1:17:SER:HA 2:1:86:LEU:HG 1.95 0.48
2:5:102:VAL:HG12 2:5:103:ARG:H 1.77 0.48
2:7:27TYR:O 2:7:98:ARG:NH2 2.46 0.48
2:9:108:PHE:O 2:9:111:TYR:CD2 2.65 0.48
3:R:64:PHE:CD1 3:R:77:ILE:HG12 2.48 0.48
3:R:137:LEU:HB3 3:R:153: TRP:HH2 1.77 0.48
3:T:172:GLN:HB2 3:T:176:LYS:HD2 1.94 0.48
3:V:172:GLN:HB2 3:V:176:LYS:HD2 1.94 0.48
3:2:137:LEU:HB3 3:2:153: TRP:HH2 1.78 0.48
3:6:35:VAL:HG13 3:6:92:SER:HB2 1.95 0.48
3:0:174:ASN:HD21 3:0:176:LYS:HB3 1.78 0.48
1:A:161:TYR:HB2 1:A:196:VAL:HG21 1.95 0.48
1:B:335:ILE:CD1 1:B:354:ARG:HB3 2.42 0.48
1:C:62:ILE:HG13 1:C:63:ASP:N 2.27 0.48
1:D:381:LEU:O 1:D:385:ILE:HG13 2.13 0.48
1:E:138:ALA:HB2 1:E:226:LEU:HD12 1.94 0.48
1:G:44:GLN:OE1 1:G:289:PRO:HG2 2.14 0.48
1:H:326:LYS:NZ 1:H:341:ASN:HD22 2.11 0.48
1:1:335:ILE:CD1 1:1:354:ARG:HB3 2.42 0.48
1:K:325:GLU:HG2 1:K:326:LYS:N 2.28 0.48
1:L:114:SER:HA 1:1:265:SER:O 2.13 0.48
1:L:423:TYR:CZ 1:L:427:LEU:HD22 2.47 0.48
2:5:94:-TYR:HE2 2:5:122:VAL:HG21 1.77 0.48
2:5:159:PHE:CD1 2:S:160:PRO:HA 2.49 0.48
2:U:179:PHE:CE2 3:V:142:SER:HB3 2.48 0.48
2:Y:22:CYS:HB2 2:Y:36:TRP:HH?2 1.76 0.48
2:Y:68:VAL:O 2:Y:69: THR:HG23 2.13 0.48
2:3:68:VAL:O 2:3:69: THR:HG23 2.12 0.48
2:5:100:GLU:O 2:5:102:VAL:N 2.46 0.48
2:7:34:LEU:HD23 2:7:97:ALA:O 2.14 0.48
2:7:35:SER:HB2 2:7:47:-TRP:HE1 1.77 0.48
3:R:167:THR:HG22 3:R:180:SER:O 2.13 0.48
3:X:38:TYR:HE2 3:X:48:LEU:HD13 1.78 0.48
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3:X:91:GLN:HB2 3:X:102:PHE:HE2 1.77 0.48
3:X:167:THR:CG2 3:X:180:SER:H 2.26 0.48
3:7:164:VAL:O 3:7:164:VAL:HG12 2.12 0.48
3:6:138:VAL:HG13 3:6:182:TYR:CE1 2.48 0.48
3:6:165:GLU:HG2 3:6:182:TYR:O 2.13 0.48
3:6:172:GLN:HB2 3:6:176:LYS:HD2 1.95 0.48
3:8:118:PRO:HB3 3:8:141:1ILE:HG23 1.95 0.48
3:8:167:- THR:HG22 3:8:180:SER:O 2.13 0.48
3:0:11:SER:HB3 3:0:111:LEU:CD1 2.43 0.48
1:A:353:PHE:CE1 1:A:366:ASP:HB2 2.45 0.48
1:D:251:LEU:HD12 1:D:252:ILE:N 2.28 0.48
1:F:85:ASP:O 1:F:265:SER:HA 2.14 0.48
1:H:102:VAL:O 1:H:105:TYR:HB2 2.12 0.48
1:H:180: TRP:CD2 1:H:204:VAL:HG21 2.49 0.48
1:H:384:VAL:HG21 | 1:H:428:LEU:HD11 1.96 0.48
1:H:423:TYR:CZ 1:H:427.-LEU:HD22 2.47 0.48
1:L:381:LEU:O 1:L:385:1ILE:HG13 2.13 0.48
2:M:91: THR:HB 2:M:124:VAL:HG23 1.95 0.48
2:M:101:GLY:H 2:M:111:TYR:HB3 1.79 0.48
2:M:142:LYS:CE 2:M:144: THR:HG22 2.43 0.48
2:Q:68:VAL:O 2:Q:69: THR:HG23 2.13 0.48
2:U:108:PHE:HB2 2:U:111:TYR:HE2 1.77 0.48
2:W:36:TRP:NE1 2:W:70:MET:HE1 2.28 0.48
2:W:137:LEU:HB3 3:X:123:PHE:CD1 2.48 0.48
2:W:148: THR:HA 2:W:199:SER:N 2.27 0.48
2:Y:159:PHE:CD1 2:Y:160:PRO:HA 2.48 0.48
2:1:50: TRP:CH2 2:1:52:ASN:HB2 2.48 0.48
2:1:62:LYS:CE 3:2:97:LEU.HD13 2.43 0.48
2:5:22:CYS:HB2 2:5:36: TRP:HH2 1.77 0.48
2:7:44:GLY:C 2:7:45:.LEU:HD23 2.33 0.48
2:9:45:-LEU:HB2 3:0:102:PHE:CE1 2.48 0.48
3:P:64:PHE:HD1 3:P:77:ILE:HG12 1.79 0.48
3:P:174:ASN:HD21 3:P:176:LYS:HB3 1.77 0.48
3:R:197:SER:HB3 3:R:210:THR:OG1 2.14 0.48
3:V:137.:LEU:HB3 3:V:153:TRP:HH2 1.77 0.48
3:6:64:PHE:CD1 3:6:77:ILE:HG12 2.47 0.48
1:A:44:GLN:OE1 1:A:289:PRO:HG2 2.13 0.48
1:A:169:PRO:HA 1:A:242:VAL:HG23 1.94 0.48
1:B:403:GLU:H 1:B:407:GLN:HE21 1.59 0.48
1:C:352:GLY:HA2 1:C:365:ALA:HA 1.93 0.48
1:E:27:-LYS:HZ2 1:F:383:ARG:HD3 1.77 0.48
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Atom-1 Atom-2 distance (A) overlap (A)

1:G:197:GLN:CD 1:G:197:GLN:H 2.17 0.48
1:H:190:GLU:O 1:H:194:LEU:HD13 2.14 0.48
1:H:325:GLU:HG2 1:H:326:LYS:N 2.27 0.48
1:H:427:LEU:O 1:H:431:LEU:HD12 2.13 0.48
1:1:190:GLU:O 1:1:194:LEU:HD13 2.13 0.48
1:1:271:ASP:C 2:3:105:VAL:CG2 2.81 0.48
1:1:352: GLY:HA2 1:1:365:ALA:HA 1.95 0.48
1:1:382:ASN:O 1:1:385:ILE:O 2.32 0.48
1:J:295:GLN:NE2 1:J:308: TYR:HB2 2.28 0.48
1:L:335:ILE:CD1 1:1:354:ARG:HB3 2.43 0.48
2:0:101:GLY:H 2:0:111:TYR:HB3 1.77 0.48
2:Q:101:GLY:H 2:Q:111:TYR:HB3 1.79 0.48
2:Q:142:LYS:HE2 2:Q:144:THR:HG22 1.96 0.48
2:U:27:TYR:O 2:U:98:ARG:NH2 2.46 0.48
2:Y:50: TRP:CH2 2:Y:52:ASN:HB2 2.48 0.48
2:1:68:VAL:O 2:1:69: THR:HG23 2.13 0.48
2:1:206: THR:HG21 2:1:223:LYS:CE 2.33 0.48
2:3:142:LYS:CE 2:3:144: THR:HG22 2.43 0.48
2:5:68:VAL:O 2:5:69: THR:HG23 2.13 0.48
2:5:179:PHE:CD1 3:6:140:LEU:HD22 2.49 0.48
3:V:93:TYR:HD1 3:V:100:SER:HB3 1.78 0.48
3:7:17:ARG:HA 3:2:77:ILE:O 2.14 0.48
3:7:120:VAL:O 3:7:209:LYS:HG3 2.14 0.48
3:4:17:ARG:HH21 3:4:78: THR:HG21 1.77 0.48
3:0:137:LEU:HB3 3:0:153: TRP:HH2 1.78 0.48
1:A:185:PRO:HA 1:A:190:GLU:OE2 2.12 0.48
1:A:372:ALA:O 1:A:376:GLN:HG3 2.14 0.48
1:B:148:PHE:CB 1:B:151:LEU:HB2 2.44 0.48
1:B:324:PRO:O 1:B:325:GLU:HB3 2.12 0.48
1:C:37:THR:CG2 1:C:322:ASN:HB2 2.44 0.48
1:C:324:PRO:O 1:C:325:GLU:HB3 2.12 0.48
1:C:335:ILE:CD1 1:C:354:ARG:HB3 2.43 0.48
1:D:27:LYS:HD3 1:E:383:ARG:NH1 2.29 0.48
1:F:183:HIS:HA 1:F:230:ILE:HD13 1.96 0.48
1:F:470: TYR:CG 1:F:499:ARG:HG2 2.48 0.48
1:G:405:ARG:HD3 1:H:406:1ILE:HG21 1.96 0.48
1:G:470:TYR:CG 1:G:499:ARG:HG2 2.48 0.48
1:J:324:PRO:O 1:J:325:GLU:HB3 2.12 0.48
1:J:403:GLU:CD 1:L:405:ARG:HH22 2.17 0.48
1:K:380:LYS:HZ2 1:K:384:VAL:HG23 1.78 0.48
2:M:100:GLU:O 2:M:102:VAL:N 2.46 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
2:0:34:LEU:HD22 2:0:35:SER:N 2.28 0.48
2:Q:114:ASP:CG 2:Q:115:VAL:HG23 2.33 0.48
2:S:111:TYR:CE1 2:S:113:MET:HG2 2.46 0.48
2:W:177:HIS:NE2 3:X:172:GLN:CD 2.67 0.48
2:Y:38:ARG:HB3 2:Y:94:TYR:HE1 1.78 0.48
2:1:62:LYS:HE3 3:2:97:.LEU:HD13 1.96 0.48
2:3:6:GLN:HB3 2:3:120: THR:CG2 2.44 0.48
2:3:159:PHE:CD1 2:3:160:PRO:HA 2.49 0.48
2:5:142:LYS:HE2 2:5:144: THR:HG22 1.94 0.48
2:5:206: THR:HG22 2:5:207:'TYR:N 2.28 0.48
2:9:17:SER:HA 2:9:86:LEU:HG 1.96 0.48
3:V:118:PRO:HB3 3:V:141:1LE:HG23 1.96 0.48
3:7:35:VAL:HG13 3:7:92:SER:HB2 1.94 0.48
3:2:164:VAL:O 3:2:164:VAL:HG12 2.13 0.48
3:0:118:PRO:HB3 3:0:141:ILE:HG23 1.95 0.48
1:A:457:GLU:HG3 1:A:499:ARG:NH1 2.28 0.48
1:C:326:LYS:NZ 1:C:341:ASN:HD22 2.11 0.48
1:D:343: TRP:HB3 1:D:354:ARG:NH2 2.28 0.48
1:E:18:HIS:CD2 1:E:18:HIS:H 2.31 0.48
1:F:190:GLU:O 1:F:194:LEU:HD13 2.14 0.48
1:H:234: TRP:CE3 1:H:234: TRP:N 2.78 0.48
1:H:381:LEU:O 1:H:385:ILE:HG13 2.13 0.48
1:1:192: THR:HG22 1:1:198:ALA:HB2 1.95 0.48
1:1:325:GLU:HG2 1:1:326:LYS:N 2.29 0.48
1:J:103:PRO:HG2 1:J:233:TYR:CE1 2.48 0.48
1:L:18:HIS:H 1:L:18:HIS:CD2 2.32 0.48
1:1:190:GLU:O 1:1:194:LEU:HD13 2.13 0.48
1:1:330:GLY:C 1:1:331:LEU:HD13 2.32 0.48
2:M:112:PRO:HB2 3:N:51:SER:HB2 1.96 0.48
2:0:32:TYR:CD1 2:0:98:ARG:HD3 2.49 0.48
2:Q:17:SER:HA 2:Q:86:LEU:HG 1.96 0.48
2:Q:27:'TYR:O 2:Q:98:ARG:NH2 2.46 0.48
2:Q:38:ARG:HB3 2:Q:94:TYR:CE1 2.48 0.48
2:Q:148:THR:HA 2:Q:199:SER:N 2.29 0.48
2:U:68:VAL:O 2:U:69: THR:HG23 2.13 0.48
2:1:116: TRP:N 2:1:116:TRP:CD1 2.81 0.48
2:3:108:PHE:O 2:3:111:TYR:CD2 2.67 0.48
2:7:152:GLY:HA2 2:7:167: TRP:CH2 2.49 0.48
2:9:27:'TYR:O 2:9:98:ARG:NH2 2.46 0.48
2:9:38:ARG:HB3 2:9:94:TYR:CE1 2.49 0.48
2:9:68:VAL:O 2:9:69: THR:HG23 2.14 0.48
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Atom-1 Atom-2 distance (A) overlap (A)

3:N:164:VAL:O 3:N:164:VAL:HG12 2.14 0.48
3:P:93: TYR:HD1 3:P:100:SER:HB3 1.76 0.48
3:T:38:TYR:HE2 3:T:48:LEU:HD13 1.79 0.48
3:X:174:ASN:HD21 3:X:176:LYS:HB3 1.77 0.48
3:X:196:TYR:O 3:X:210: THR:HG23 2.12 0.48
3:2:172:GLN:HB2 3:2:176:LYS:HD2 1.95 0.48
3:6:147:GLY:HA3 3:6:177:TYR:CG 2.49 0.48
1:A:436:THR:O 1:A:440: THR:HG23 2.14 0.48
1:B:108:LEU:O 1:B:112:VAL:HG23 2.13 0.48
1:B:247:SER:HB3 1:B:251:LEU:HD22 1.96 0.48
1:D:453:ARG:HD3 1:F:463:GLY:HA2 1.96 0.48
1:E:338:PHE:CG 1:E:339:ILE:N 2.82 0.48
1:E:339:ILE:HG22 1:E:340:GLU:N 2.29 0.48
1:E:352:GLY:HA2 1:E:365:ALA:HA 1.95 0.48
1:F:169:PRO:HA 1:F:242:VAL:HG23 1.94 0.48
1:F:325:GLU:HG2 1:F:326:LYS:N 2.28 0.48
1:F:380:LYS:HZ3 1:F:384:VAL:HG23 1.77 0.48
1:G:208:ARG:CZ 1:G:238:LYS:HD2 2.42 0.48
1:G:403:GLU:H 1:G:407:GLN:HE21 1.58 0.48
1:H:27:LYS:HD3 1:1:383:ARG:CZ 2.43 0.48
1:H:134:GLY:HA3 1:H:153: TRP:HB3 1.95 0.48
1:H:208:ARG:CZ 1:H:238:LYS:HD2 2.43 0.48
1:1:99:PRO:HB3 1:1:223:VAL:HG21 1.96 0.48
1:1:103:PRO:HG2 1:1:233:TYR:CE1 2.48 0.48
1:K:326:LYS:NZ 1:K:341:ASN:ND2 2.62 0.48
1:K:423:TYR:CZ 1:K:427:LEU:HD22 2.48 0.48
1:L:280:GLU:HB2 1:1:290:ASN:HD21 1.78 0.48
2:M:68:VAL:O 2:M:69: THR:HG23 2.13 0.48
2:S5:158:TYR:OH 2:5:191:LEU:HD23 2.14 0.48
2:U:108:PHE:O 2:U:111:TYR:CD2 2.66 0.48
2:W:142:LYS:HE2 | 2:W:144:THR:HG22 1.95 0.48
2:Y:34:LEU:CD2 2:Y:35:SER:H 2.27 0.48
2:5:34:LEU:HD22 2:5:35:SER:N 2.28 0.48
3:N:174:ASN:HD21 3:N:176:LYS:HB3 1.79 0.48
3:P:118:PRO:HB3 3:P:141:1LE:HG23 1.95 0.48
3:V:35:VAL:HG13 3:V:92:SER:HB2 1.95 0.48
3:2:120:VAL:O 3:2:209:LYS:HG3 2.13 0.48
3:6:167: THR:HG22 3:6:180:SER:O 2.14 0.48
1:C:326:LYS:NZ 1:C:341:ASN:ND2 2.61 0.48
1:E:120:PHE:O 1:E:121:ILE:HD13 2.13 0.48
1:E:335:ILE:CD1 1:E:354:ARG:HB3 2.43 0.48

Continued on next page...




Page 136

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:G:268:MET:CE 1:G:282:ILE:HG22 2.44 0.48
1:K:182:VAL:HG22 | 1:K:202:VAL:HG21 1.96 0.48
1:1L:96:ASN:CA 1:1:224:ARG:HH11 2.26 0.48
2:0:108:PHE:H 2:0:108:PHE:HD2 1.58 0.48
2:W:32:TYR:CD1 2:W:98:ARG:HD3 2.48 0.48
2:Y:114:ASP:0OD2 2:Y:115:VAL:HG23 2.14 0.48
2:1:27'TYR:O 2:1:98:ARG:NH2 2.46 0.48
2:1:148: THR:HA 2:1:199:SER:N 2.28 0.48
2:5:154:LEU:HD21 3:6:136: THR:HG21 1.96 0.48
3:7:174:ASN:HD21 3:7:176:LYS:HB3 1.78 0.48
3:4:38: TYR:HE2 3:4:48:LEU:HD13 1.78 0.48
3:0:17:ARG:HH21 3:0:78: THR:HG21 1.78 0.48
1:A:243:LEU:HD12 1:A:244:VAL:H 1.76 0.48
1:A:352:GLY:HA2 1:A:365:ALA:HA 1.96 0.48
1:B:44:GLN:OE1 1:B:289:PRO:HG2 2.13 0.48
1:C:134:GLY:HA3 1:C:153: TRP:HB3 1.95 0.48
1:C:388: THR:HG23 1:C:389:ASN:N 2.29 0.48
1:D:335:ILE:HD11 1:D:354:ARG:HB3 1.96 0.48
1:G:335:ILE:HG12 1:G:354:ARG:HB3 1.96 0.48
1:G:338:PHE:CG 1:G:339:ILE:N 2.82 0.48
1:G:423:TYR:CZ 1:G:427:LEU:HD22 2.49 0.48
1:1:327:GLN:HG3 1:1:329:ARG:NE 2.28 0.48
1:J:123:GLU:OE1 1:J:168:MET:HG2 2.14 0.48
1:L:185:PRO:O 1:L:217:ILE:HA 2.14 0.48
1:L:372:ALA:O 1:L:376:GLN:HG3 2.13 0.48
2:M:2:VAL:HG21 2:M:115:VAL:HG21 1.96 0.48
2:M:11:VAL:HG13 2:M:123: THR:O 2.14 0.48
2:M:60: TYR:CE1 2:M:70:MET:HG2 2.41 0.48
2:M:180:PRO:HG2 3:N:170:SER:0OG 2.14 0.48
2:0:18:VAL:HG12 2:0:19:-THR:H 1.79 0.48
2:Q:142:LYS:CE 2:Q:144: THR:HG22 2.44 0.48
2:U:10:GLU:OE1 2:U:18:VAL:HG13 2.14 0.48
2:W:82:GLU:OE2 2:W:84:LYS:HE2 2.14 0.48
2:3:60: TYR:CE1 2:3:70:MET:HG2 2.40 0.48
2:3:158:TYR:OH 2:3:191:LEU:HD23 2.14 0.48
2:5:10:GLU:OE1 2:5:18:VAL:HG13 2.13 0.48
2:5:17:SER:HA 2:5:86:LEU:HG 1.95 0.48
2:7:99:VAL:HA 2:7:111:TYR:CD1 2.49 0.48
2:9:14:PRO:HD2 2:9:126:SER:HA 1.96 0.48
2:9:139:PRO:HB2 2:9:141:SER:O 2.14 0.48
3:N:17:ARG:HA 3:N:77:ILE:O 2.14 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
3:R:26:SER:N 3:R:29:ILE:HD12 2.29 0.48
3:R:147:GLY:HA3 3:R:177:TYR:CG 2.49 0.48
3:R:172:GLN:HB2 3:R:176:LYS:HD2 1.94 0.48
3:T:17:ARG:HA 3:T:77:ILE:O 2.13 0.48
3:T:163:GLY:O 3:T:183:LEU:HA 2.14 0.48
3:2:145: TYR:HA 3:2:146:PRO:C 2.34 0.48
1:A:15:LEU:HB3 1:A:444:MET:HE1 1.96 0.47
1:A:18:HIS:H 1:A:18:HIS:CD2 2.32 0.47
1:A:280:GLU:HB2 1:A:290:ASN:ND2 2.29 0.47
1:A:295:GLN:NE2 1:A:308: TYR:HB2 2.28 0.47
1:D:61:GLY:HA2 1:D:79:PHE:CZ 2.49 0.47
1:D:208:ARG:HG3 1:D:241:ASP:OD2 2.14 0.47
1:E:29:ILE:HA 1:F:380:LYS:HZ1 1.77 0.47
1:E:345:GLY:O 1:E:347:ILE:HG23 2.13 0.47
1:F:50:LYS:HD3 1:F:275:ASP:HB2 1.95 0.47
1:H:352:GLY:CA 1:H:365:ALA:HA 2.44 0.47
1:H:426:GLU:HG3 1:1:383: ARG:HH22 1.79 0.47
1:H:497:ASN:HD22 1:H:497:ASN:HA 1.53 0.47
1:1:102: VAL:O 1:1:105:TYR:HB2 2.14 0.47
1:J:182:VAL:HG22 1:J:202:VAL:HG21 1.94 0.47
1:J:384:VAL:HG21 1:J:428:LEU:HD11 1.96 0.47
1:K:123:GLU:OE1 1:K:168:MET:HG2 2.14 0.47
2:M:139:PRO:HB2 2:M:141:SER:O 2.14 0.47
2:Q:11:VAL:HG22 2:Q:123:THR:OG1 2.15 0.47
2:Q:158:TYR:OH 2:Q:191:LEU:HD23 2.14 0.47
2:S:68:VAL:O 2:5:69: THR:HG23 2.14 0.47
2:W:111:TYR:HE1 2:W:113:MET:CG 2.27 0.47
3:N:64:PHE:HD1 3:N:77:ILE:HG12 1.79 0.47
3:N:147:GLY:HA3 3:N:177:TYR:CG 2.50 0.47
3:N:172:GLN:HB2 3:N:176:LYS:HD2 1.96 0.47
3:R:51:SER:OG 3:R:55:ASN:HB3 2.14 0.47
3:T:91:GLN:HB2 3:T:102:PHE:HE2 1.79 0.47
3:4:17:ARG:HA 3:4:77:ILE:O 2.14 0.47
3:4:165:GLU:HG2 3:4:182:TYR:O 2.14 0.47
3:6:38: TYR:HE2 3:6:48:LEU:HD13 1.77 0.47
3:6:145:TYR:HA 3:6:146:PRO:C 2.34 0.47
3:0:167:THR:HG22 3:0:180:SER:O 2.14 0.47
1:B:338:PHE:CG 1:B:339:ILE:N 2.81 0.47
1:C:120:PHE:O 1:C:121:1ILE:HD13 2.14 0.47
1:D:15:LEU:HB3 1:D:444:MET:-HE1 1.96 0.47
1:J:167:THR:HB 5:CA:1:NAG:H61 1.95 0.47
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1:K:352:GLY:HA2 1:K:365:ALA:HA 1.95 0.47
1:K:495:ALA:O 1:K:499:ARG:HG3 2.14 0.47
1:L:61:GLY:O 1:1L:64:CYS:HB2 2.14 0.47
1:1L:335:ILE:HG12 1:L:354:ARG:HB3 1.96 0.47
2:M:38:ARG:HB3 2:M:94:TYR:CE1 2.49 0.47
2:M:137:LEU:HD22 3:N:123:PHE:HB3 1.94 0.47
2:M:177:HIS:NE2 3:N:172:GLN:NE2 2.62 0.47
2:U:38:ARG:HB3 2:U:94:TYR:CE1 2.49 0.47
2:U:154:LEU:HD21 | 3:V:136:THR:HG21 1.95 0.47
2:1:29:LEU:HD21 2:1:77:ASN:HA 1.95 0.47
2:5:32:TYR:CD1 2:5:98:ARG:HD3 2.49 0.47
2:5:159:PHE:CD1 2:5:160:PRO:HA 2.49 0.47
3:N:120:VAL:O 3:N:209:LYS:HG3 2.14 0.47
3:R:146:PRO:HD2 3:R:203:GLU:OE1 2.13 0.47
3:2:163:GLY:0O 3:7:183:LEU:HA 2.14 0.47
3:4:91:GLN:HB2 3:4:102:PHE:HE2 1.79 0.47
3:6:164:VAL:O 3:6:164:VAL:HG12 2.12 0.47
1:B:307:LYS:HE2 1:B:421: TRP:CZ2 2.49 0.47
1:C:280:GLU:HB2 1:C:290:ASN:ND2 2.30 0.47
1:C:353:PHE:CE1 1:C:366:ASP:HB2 2.47 0.47
1:E:99:PRO:HB3 1:E:223:VAL:HG21 1.95 0.47
1:E:134:GLY:CA 1:E:153: TRP:HB3 2.45 0.47
1:E:222: TRP:CH2 1:E:225:GLY:HA2 2.48 0.47
1:E:414:GLU:O 1:E:418:ILE:HG13 2.14 0.47
1:I1:161:TYR:CZ 1:1:249:GLY:HA2 2.48 0.47
1:J:280:GLU:HB2 1:J:290:ASN:ND2 2.29 0.47
1:J:331:LEU:CD2 1:J:331:LEU:N 2.75 0.47
1:1:99:PRO:HB3 1:1:223:VAL:HG21 1.96 0.47
1:1:352:GLY:CA 1:1:365:ALA:HA 2.44 0.47
2:0:179:PHE:HE2 3:P:142:SER:HB3 1.79 0.47
2:Q:116:TRP:N 2:Q:116: TRP:CD1 2.81 0.47
2:U:101:GLY:H 2:U:111:TYR:HB3 1.79 0.47
2:U:212:ASN:HB2 2:U:219:LYS:HD3 1.96 0.47
2:3:17:SER:HA 2:3:86:LEU.-HG 1.96 0.47
2:3:108:PHE:CB 2:3:111:TYR:HE2 2.27 0.47
1:A:29:ILE:HA 1:B:380:LYS:HZ1 1.78 0.47
1:B:208:ARG:HG3 1:B:241:ASP:0OD2 2.15 0.47
1:B:352:GLY:CA 1:B:365:ALA:HA 2.44 0.47
1:B:372:ALA:O 1:B:376:GLN:HG3 2.14 0.47
1:C:143:PRO:HD2 1:D:155:THR:HB 1.95 0.47
1:C:321:ARG:HD2 1:C:437:ILE:CG2 2.45 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

1:D:321:ARG:HD2 1:D:437:ILE:CG2 2.44 0.47
1:E:403:GLU:H 1:E:407:GLN:HE21 1.62 0.47
1:F:214.1LE:HD12 1:F:214:.ILE:N 2.29 0.47
1:F:346:MET:HE3 1:F:349:GLY:O 2.13 0.47
1:H:335:ILE:CD1 1:H:354:ARG:HB3 2.45 0.47
1:1:123:GLU:OE1 1:I:168: MET:HG2 2.14 0.47
1:1:280:GLU:HB2 1:1:290:ASN:HD21 1.80 0.47
1:1:298:ASN:OD1 1:1:300:ILE:N 2.41 0.47
1:J:383:ARG:HH21 1:1:430:ALA:HB2 1.79 0.47
1:K:148:PHE:CB 1:K:151:LEU:HB2 2.44 0.47
1:L:148:PHE:CB 1:L:151:LEU:HB2 2.43 0.47
2:M:34:LEU:HD22 2:M:35:SER:N 2.30 0.47
2:M:50: TRP:CH2 2:M:52:ASN:HB2 2.50 0.47
2:U:100:GLU:H 2:U:111:TYR:CB 2.14 0.47
2:Y:108:PHE:CD2 2:Y:108:PHE:N 2.75 0.47
2:3:112:PRO:CB 3:4:51:SER:HB2 2.42 0.47
2:9:92:ALA:O 2:9:122:VAL:HG22 2.14 0.47
3:P:26:SER:N 3:P:29:ILE:HD12 2.30 0.47
3:R:163:GLY:O 3:R:183:LEU:HA 2.14 0.47
3:X:197:SER:HB3 3:X:210:THR:OG1 2.14 0.47
3:6:25:SER:O 3:6:29:ILE:HG13 2.15 0.47
1:B:134:GLY:CA 1:B:153: TRP:HB3 2.44 0.47
1:B:436: THR:O 1:B:440: THR:HG23 2.14 0.47
1:E:80:GLN:HB3 1:E:150:ARG:NH2 2.29 0.47
1:E:220:ARG:HA 1:F:244:VAL:HG11 1.95 0.47
1:E:470:TYR:CG 1:E:499:ARG:HG2 2.49 0.47
1:E:497:ASN:HD22 1:E:497:ASN:HA 1.53 0.47
1:F:44:GLN:OE1 1:F:289:PRO:HG2 2.13 0.47
1:G:343: TRP:HB3 1:G:354:ARG:NH2 2.30 0.47
1:J:27:LYS:HZ3 1:K:383:ARG:HD3 1.79 0.47
1:K:167: THR:HB 5:FA:1:NAG:H61 1.97 0.47
1:L:403:GLU:H 1:L:407:GLN:HE21 1.61 0.47
2:Q:159:PHE:CD1 2:Q:160:PRO:HA 2.50 0.47
2:S:108:PHE:CD2 2:5:108:PHE:N 2.75 0.47
2:U:139:PRO:HB2 2:U:141:SER:O 2.14 0.47
2:W:38:ARG:HB3 2:W:94:TYR:CE1 2.50 0.47
2:Y:18:VAL:HG12 2:Y:19:THR:H 1.79 0.47
2:Y:32: TYR:CD1 2:Y:98:ARG:HD3 2.49 0.47
2:Y:148: THR:HA 2:Y:199:SER:N 2.28 0.47
2:1:94:TYR:O 2:1:119:GLY:HA2 2.15 0.47
2:5:114:ASP:0O 2:5:115:VAL:O 2.33 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

3:V:26:SER:N 3:V:29:ILE:HD12 2.30 0.47
3:V:147:GLY:HA3 3:V:177:TYR:CG 2.50 0.47
3:2:26:SER:N 3:2:29:1ILE:HD12 2.30 0.47
3:2:174:ASN:HD21 3:2:176:LYS:HB3 1.80 0.47
3:4:26:SER:N 3:4:29:1ILE:HD12 2.29 0.47
3:4:38:TYR:HD2 3:4:48:LEU:HA 1.79 0.47
3:0:6:GLN:NE2 3:0:105:GLY:H 2.12 0.47
1:A:102:VAL:HG22 1:A:232:1LE:CB 2.44 0.47
1:A:134:GLY:HA3 1:A:153: TRP:HB3 1.95 0.47
1:A:384:VAL:HG21 | 1:A:428:LEU:HD11 1.97 0.47
1:E:423:TYR:CZ 1:E:427:-LEU:HD22 2.50 0.47
1:H:388: THR:HG23 1:H:389:ASN:N 2.30 0.47
1:J:205:SER:OG 1:1L:221:PRO:HD3 2.13 0.47
1:K:185:PRO:HA 1:K:190:GLU:OE2 2.14 0.47
1:K:268:MET:CE 1:K:282:ILE:HG22 2.45 0.47
1:L:338:PHE:CG 1:L:339:ILE:N 2.82 0.47
2:0:148: THR:HA 2:0:199:SER:N 2.29 0.47
2:Q:214:LYS:HB2 2:Q:215:PRO:HD3 1.97 0.47
2:5:142:LYS:HE2 2:5:144: THR:HG22 1.96 0.47
2:3:148: THR:HA 2:3:199:SER:N 2.28 0.47
2:7:108:PHE:HB2 2:7:111:TYR:HE2 1.80 0.47
3:P:17:ARG:HA 3:P:77:ILE:O 2.14 0.47
3:T:26:SER:N 3:T:29:ILE:HD12 2.29 0.47
3:V:174:ASN:HD21 3:V:176:LYS:HB3 1.80 0.47
3:X:17:ARG:HA 3:X:77:ILE:O 2.15 0.47
3:7:172:GLN:HB2 3:7:176:LYS:HD2 1.95 0.47
3:2:163:GLY:O 3:2:183:LEU:HA 2.14 0.47
1:A:37:THR:CG2 1:A:322:ASN:HB2 2.45 0.47
1:C:61:GLY:HA2 1:C:79:PHE:CZ 2.50 0.47
1:C:103:PRO:HD2 1:C:232:ILE:O 2.14 0.47
1:C:109:ARG:NH2 1:C:267:ILE:HD13 2.30 0.47
1:C:200:GLY:HA3 1:C:250:ASN:OD1 2.14 0.47
1:C:372:ALA:O 1:C:376:GLN:HG3 2.14 0.47
1:D:221:PRO:HG2 1:E:206: THR:CA 2.45 0.47
1:D:271:ASP:0OD2 2:S:103:ARG:HB2 2.14 0.47
1:E:84: TRP:HZ2 1:E:113:ALA:HA 1.79 0.47
1:E:380:LYS:HZ3 1:E:384:VAL:HG23 1.79 0.47
1:F:323:VAL:HG23 1:F:323:VAL:O 2.15 0.47
1:G:382:ASN:O 1:G:385:ILE:O 2.33 0.47
1:H:183:HIS:ND1 1:H:184:HIS:N 2.63 0.47
1:H:487:ASP:OD2 1:H:490:VAL:HG23 2.15 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:17:HIS:HB2 1:1:320:MET:HE1 1.97 0.47
1:1:421: TRP:HA 1:1:421: TRP:CE3 2.50 0.47
1:J:134:GLY:HA3 1:J:153: TRP:HB3 1.97 0.47
1:J:383:ARG:HD3 1:L:27:LYS:NZ 2.29 0.47
1:J:463:GLY:HA3 1:K:453:ARG:HB3 1.96 0.47
1:K:84:TRP:CE2 1:K:116:GLY:HA2 2.49 0.47
1:K:214:ILE:HD12 1:K:214:1ILE:N 2.29 0.47
1:K:352:GLY:CA 1:K:365:ALA:HA 2.45 0.47
1:K:401:GLU:HG3 1:1:238:LYS:HE2 1.95 0.47
1:1:326:LYS:NZ 1:1:341:ASN:HD22 2.12 0.47
2:M:94:-TYR:HE2 2:M:122:VAL:HG21 1.80 0.47
2:M:214:LYS:HB2 2:M:215:PRO:HD3 1.97 0.47
2:0:17:SER:HA 2:0:86:LEU:HG 1.96 0.47
2:Q:179:PHE:CD1 3:R:140:LEU:HD22 2.50 0.47
2:S5:139:PRO:HB2 2:S:141:SER:O 2.15 0.47
2:5:142:LYS:CE 2:5:144: THR:HG22 2.44 0.47
2:U:32: TYR:CD1 2:U:98:ARG:HD3 2.50 0.47
2:W:102:VAL:HG12 2:W:103:ARG:H 1.79 0.47
2:W:158: TYR:OH 2:W:191:LEU:HD23 2.14 0.47
2:3:2:VAL:HG21 2:3:115:VAL:HG21 1.96 0.47
2:3:155:VAL:HG11 2:3:211:VAL:HG11 1.97 0.47
2:5:158:TYR:OH 2:5:191:LEU:HD23 2.15 0.47
2:7:34:LEU:CD2 2:7:35:SER:H 2.27 0.47
2:9:50: TRP:CH2 2:9:52: ASN:HB2 2.50 0.47
2:9:194:VAL:HG21 3:0:140:LEU:HD13 1.97 0.47
3:P:20:ILE:HG23 3:P:106: THR:HG21 1.97 0.47
3:P:172:GLN:HB2 3:P:176:LYS:HD2 1.96 0.47
3:R:67:SER:O 3:R:73:ALA:HB1 2.15 0.47
3:T:20:1LE:HG23 3:T:106: THR:HG21 1.96 0.47
3:T:118:PRO:HB3 3:T:141:1ILE:HG23 1.95 0.47
3:T:145:TYR:HA 3:T:146:PRO:C 2.35 0.47
3:T:164:VAL:O 3:T:164:VAL:HG12 2.13 0.47
3:X:165:GLU:HG2 3:X:182:TYR:O 2.14 0.47
3:72:37:TRP:CZ3 3:7:90:CYS:HB3 2.49 0.47
3:2:11:SER:HB3 3:2:111:LEU:HD12 1.97 0.47
3:2:167:THR:HG22 3:2:180:SER:O 2.14 0.47
3:4:163:GLY:O 3:4:183:LEU:HA 2.14 0.47
3:8:120:VAL:O 3:8:209:LYS:HG3 2.14 0.47
3:8:145: TYR:HA 3:8:146:PRO:C 2.35 0.47
3:0:64:PHE:HD1 3:0:77.ILE:HG12 1.78 0.47
4:BA:1:NAG:H61 4:BA:2:NAG:0O7 2.15 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:18:HIS:H 1:C:18:HIS:CD2 2.33 0.47
1:G:102:VAL:O 1:G:105:TYR:HB2 2.15 0.47
1:G:161:TYR:CZ 1:G:249:GLY:HA2 2.50 0.47
1:H:103:PRO:HD2 1:H:232:ILE:O 2.15 0.47
1:1:381:LEU:O 1:1:385:ILE:HG13 2.13 0.47
1:1:423:TYR:CZ 1:1:427:LEU:HD22 2.50 0.47
1:J:44:GLN:OE1 1:J:289:PRO:HG2 2.15 0.47
1:J:176:LYS:HD3 1:J:178:TYR:OH 2.14 0.47
1:1:436: THR:O 1:1:440: THR:HG23 2.15 0.47
2:5:38:ARG:HB3 2:5:94:TYR:HE1 1.80 0.47
2:U:102:VAL:HG12 2:U:103:ARG:H 1.80 0.47
2:Y:108:PHE:CB 2:Y:111:TYR:CE2 2.97 0.47
2:1:108:PHE:CB 2:1:111:TYR:HE2 2.28 0.47
2:3:36: TRP:NE1 2:3:70:MET:HE1 2.29 0.47
2:7:100:GLU:O 2:7:102:VAL:N 2.47 0.47
3:P:145: TYR:HA 3:P:146:PRO:C 2.35 0.47
3:R:165:GLU:HG2 3:R:182:TYR:O 2.13 0.47
3:V:17:ARG:HA 3:V:77:ILE:O 2.15 0.47
3:X:35:VAL:HG13 3:X:92:SER:HB2 1.96 0.47
3:X:163:GLY:0O 3:X:183:LEU:HA 2.15 0.47
3:7:26:SER:N 3:7:29:ILE:HD12 2.29 0.47
3:7:93:TYR:HD1 3:2:100:SER:HB3 1.76 0.47
3:2:167:THR:CG2 3:2:180:SER:H 2.27 0.47
3:4:147:GLY:HA3 3:4:177:TYR:CG 2.50 0.47
3:8:26:SER:N 3:8:29:ILE:HD12 2.29 0.47
3:0:26:SER:N 3:0:29:ILE:HD12 2.29 0.47
1:B:280:GLU:HB2 1:B:290:ASN:ND2 2.30 0.47
1:C:382:ASN:O 1:C:385:1LE:O 2.32 0.47
1:D:183:HIS:HA 1:D:230:ILE:HD13 1.96 0.47
1:D:495:ALA:O 1:D:499:ARG:HG3 2.15 0.47
1:F:421: TRP:HA 1:F:421: TRP:CE3 2.49 0.47
1:G:27:LYS:NZ 1:H:383:ARG:HD3 2.30 0.47
1:G:49:GLY:HA2 1:G:285:ASN:O 2.15 0.47
1:H:15:LEU:HB3 1:H:444:MET:HE1 1.97 0.47
1:J:138:ALA:HB2 1:J:226:LEU:HD12 1.97 0.47
1:J:335:ILE:HG12 1:J:354:ARG:HB3 1.96 0.47
1:J:495:ALA:O 1:J:499:ARG:HG3 2.14 0.47
2:M:142:LYS:HE2 2:M:144: THR:HG22 1.96 0.47
2:0:108:PHE:HB2 2:0:111:TYR:HE2 1.76 0.47
2:0:214:LYS:HB2 2:0:215:PRO:HD3 1.96 0.47
2:Q:47-TRP:HZ2 2:Q:50:TRP:HB2 1.80 0.47
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2:Q:139:PRO:HB2 2:Q:141:SER:O 2.13 0.47
2:W:18:VAL:HG12 2:W:19: THR:H 1.80 0.47
2:W:214:LYS:HB2 2:W:215:PRO:HD3 1.97 0.47
2:3:111:TYR:CD1 2:3:111:TYR:O 2.68 0.47
2:5:36:TRP:NE1 2:5:70:MET:HE1 2.30 0.47
3:N:135:ALA:O 3:N:184:SER:HB2 2.15 0.47
3:P:120:VAL:O 3:P:209:LYS:HG3 2.15 0.47
3:R:64:PHE:HD1 3:R:77:ILE:HG12 1.79 0.47
3:T:64:PHE:HD1 3:T:77:1ILE:HG12 1.79 0.47
3:T:167:THR:HG22 3:T:180:SER:O 2.15 0.47
3:T:174:ASN:HD21 3:T:176:LYS:HE3 1.80 0.47
3:0:20:ILE:HG23 3:0:106: THR:HG21 1.97 0.47
1:A:327:GLN:HG3 1:A:329:ARG:NE 2.28 0.47
1:B:15:LEU:HD22 1:B:448:PHE:HA 1.96 0.47
1:B:323:VAL:HG23 1:B:323:VAL:O 2.15 0.47
1:C:101:ASP:O 1:C:103:PRO:HD3 2.15 0.47
1:C:384:VAL:HG21 | 1:C:428:LEU:HD11 1.96 0.47
1:E:185:PRO:O 1:E:217:ILE:HA 2.15 0.47
1:J:156:LYS:HD2 1:J:196:VAL:CG2 2.41 0.47
1:J:197:GLN:CD 1:J:197:GLN:H 2.18 0.47
1:J:321:ARG:O 1:J:321:ARG:HG2 2.15 0.47
1:K:80:GLN:HB3 1:K:150:ARG:NH2 2.30 0.47
1:K:331:LEU:N 1:K:331:LEU:CD2 2.74 0.47
2:0:2:VAL:HG23 2:0:115:VAL:HG11 1.97 0.47
2:0:117:GLY:O 2:0:118:GLN:C 2.54 0.47
2:Q:32:TYR:CD1 2:Q:98:ARG:HD3 2.49 0.47
2:5:214:LYS:HB2 2:5:215:PRO:HD3 1.97 0.47
2:U:34:LEU:HD22 2:U:35:SER:N 2.29 0.47
2:W:139:PRO:HB2 2:W:141:SER:O 2.15 0.47
2:Y:10:GLU:OE1 2:Y:18:VAL:HG13 2.15 0.47
2:7:22:CYS:HB2 2:7:36:TRP:HH2 1.79 0.47
2:7:139:PRO:HB2 2:7:141:SER:O 2.14 0.47
3:N:67:SER:O 3:N:73:ALA:HB1 2.15 0.47
3:P:147:GLY:HA3 3:P:177TYR:CG 2.49 0.47
3:T:38:TYR:HD2 3:T:48:LEU:HA 1.80 0.47
3:V:145:TYR:HA 3:V:146:PRO:C 2.35 0.47
3:X:26:SER:N 3:X:29:ILE:HD12 2.30 0.47
1:A:470:TYR:CG 1:A:499:ARG:HG2 2.49 0.46
1:D:101:ASP:O 1:D:103:PRO:HD3 2.16 0.46
1:D:107:SER:HB2 1:F:404:GLY:HA3 1.97 0.46
1:D:487:ASP:0OD2 1:D:490:VAL:HG23 2.15 0.46
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1:E:123:GLU:OE1 1:E:168:MET:HG2 2.15 0.46
1:E:321:ARG:HD2 1:E:437:ILE:CG2 2.45 0.46
1:E:352:GLY:CA 1:E:365:ALA:HA 2.45 0.46
1:F:138:ALA:HB2 1:F:226:LEU:HD12 1.97 0.46
1:F:324:PRO:O 1:F:325:GLU:HB3 2.15 0.46
1:H:101:ASP:O 1:H:103:PRO:HD3 2.15 0.46
1:H:280:GLU:HB2 1:H:290:ASN:HD21 1.80 0.46
1:1:170:ASN:ND2 1:1:239:PRO:HA 2.30 0.46
1:1:185:PRO:HA 1:1:190:GLU:OE2 2.14 0.46
1:J:102: VAL:HG22 1:J:232:ILE:CB 2.44 0.46
2:M:17:SER:HA 2:M:86:LEU:HG 1.96 0.46
2:M:98:ARG:HG2 2:M:98:ARG:NH1 2.30 0.46
2:S:17:SER:HA 2:5:86:LEU:HG 1.97 0.46
2:W:108:PHE:CB 2:W:111:TYR:CE2 2.98 0.46
2:3:39:GLN:HE21 2:3:45:LEU.HD23 1.80 0.46
2:3:139:PRO:HB2 2:3:141:SER:O 2.14 0.46
2:7:17:SER:HA 2:7:86:LEU:HG 1.97 0.46
2:7:108:PHE:CB 2:7:111:TYR:HE2 2.28 0.46
2:7:158: TYR:OH 2:7:191:LEU:HD23 2.14 0.46
2:9:102:VAL:HG12 2:9:103:ARG:H 1.78 0.46
2:9:179:PHE:CE2 3:0:142:SER:HB3 2.50 0.46
3:N:163:GLY:O 3:N:183:LEU:HA 2.15 0.46
3:P:163:GLY:O 3:P:183:LEU:HA 2.15 0.46
3:R:145:TYR:HA 3:R:146:PRO:C 2.34 0.46
3:T:67:SER:O 3:T:73:ALA:HB1 2.14 0.46
3:T:147:GLY:HA3 3:T:177:'TYR:CG 2.50 0.46
3:T:155:ALA:N 3:T:158:SER:O 2.47 0.46
3:2:147:GLY:HA3 3:2:177:TYR:CG 2.50 0.46
3:6:38: TYR:HD2 3:6:48:LEU:HA 1.80 0.46
1:B:138:ALA:HB2 1:B:226:LEU:HD12 1.98 0.46
1:B:220:ARG:HD2 1:B:229:ARG:HG2 1.98 0.46
1:B:427:LEU:O 1:B:431:LEU:HD12 2.15 0.46
1:C:185:PRO:HA 1:C:190:GLU:OE2 2.15 0.46
1:D:138:ALA:HB2 1:D:226:LEU:HD12 1.96 0.46
1:E:101:ASP:O 1:E:103:PRO:HD3 2.15 0.46
1:F:123:GLU:OE1 1:F:168:MET:HG2 2.15 0.46
1:H:191:GLN:NE2 1:H:217.ILE:HD11 2.25 0.46
1:H:331:LEU:N 1:H:331:LEU:CD2 2.73 0.46
1:K:99:PRO:HB3 1:K:223:VAL:HG21 1.96 0.46
1:L:197:GLN:CD 1:L:197:GLN:H 2.18 0.46
2:M:159:PHE:CD1 2:M:160:PRO:HA 2.49 0.46
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2:0:47:TRP:HZ2 2:0:50: TRP:HB2 1.80 0.46
2:S:142:1LYS:0O 2:S5:144: THR:HG23 2.16 0.46
2:U:111:TYR:CE1 2:U:113:MET:HG2 2.49 0.46
2:W:159:PHE:CD1 2:W:160:PRO:HA 2.50 0.46
2:Y:155:VAL:HG11 | 2:Y:211:VAL:HG11 1.97 0.46
2:1:112:PRO:HB2 3:2:51:SER:HB2 1.96 0.46
2:5:38:ARG:HB3 2:5:94:TYR:CE1 2.49 0.46
2:9:10:GLU:OE1 2:9:18:VAL:HG13 2.15 0.46
3:N:11:SER:CB 3:N:111:LEU:HD11 2.31 0.46
3:R:53:ASN:O 3:R:54:SER:CB 2.64 0.46
3:T:25:SER:O 3:T:29:ILE:HG13 2.16 0.46
3:2:51:SER:OG 3:2:55:ASN:HB3 2.15 0.46
3:4:145: TYR:HA 3:4:146:PRO:C 2.34 0.46
3:8:147:GLY:HA3 3:8:177:TYR:.CG 2.50 0.46
1:A:141:ARG:HB2 1:A:141:ARG:NH1 2.30 0.46
1:A:423:TYR:CZ 1:A:427:LEU:HD22 2.50 0.46
1:A:471:HIS:HB2 1:A:494:GLU:OE1 2.15 0.46
1:C:114:SER:HA 1:C:265:SER:O 2.15 0.46
1:D:190:GLU:O 1:D:194:LEU:HD13 2.16 0.46
1:F:355:HIS:NE2 1:F:362:GLY:HA3 2.31 0.46
1:F:382:ASN:O 1:F:385:ILE:O 2.33 0.46
1:F:497:ASN:HD22 1:F:497:ASN:HA 1.53 0.46
1:H:382:ASN:O 1:H:385:ILE:O 2.33 0.46
1:1:323:VAL:O 1:1:323:VAL:HG23 2.15 0.46
1:1:326:LYS:NZ 1:1:341:ASN:ND2 2.63 0.46
1:1:372:ALA:O 1:1:376:GLN:HG3 2.15 0.46
1:K:197:GLN:H 1:K:197:GLN:CD 2.17 0.46
2:M:102:VAL:HG12 2:M:103:ARG:H 1.80 0.46
2:0:139:PRO:HB2 2:0:141:SER:O 2.14 0.46
2:0:194:VAL:HG21 3:P:140:LEU:CD1 2.45 0.46
2:W:17:SER:HA 2:W:86:LEU:HG 1.97 0.46
2:Y:61:VAL:HG12 2:Y:63:LYS:N 2.25 0.46
2:Y:182:VAL:HG11 3:7:182:TYR:HD2 1.80 0.46
2:1:109:HIS:HA 3:2:93:TYR:CD1 2.50 0.46
2:1:155:VAL:HG11 2:1:211:VAL:HG11 1.98 0.46
2:1:214:LYS:HB2 2:1:215:PRO:HD3 1.98 0.46
2:3:32:TYR:CD1 2:3:98:ARG:HD3 2.50 0.46
2:5:27:'TYR:O 2:5:98:ARG:NH2 2.48 0.46
2:5:101:GLY:H 2:5:111:TYR:HB3 1.80 0.46
2:7:214:LYS:HB2 2:7:215:PRO:HD3 1.97 0.46
3:N:35:VAL:HG13 3:N:92:SER:HB2 1.97 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
3:P:6:GLN:NE2 3:P:105:GLY:H 2.13 0.46
3:P:38:TYR:HE2 3:P:48:LEU:HD13 1.80 0.46
3:V:155:ALA:N 3:V:158:SER:O 2.48 0.46
3:X:6:GLN:NE2 3:X:105:GLY:H 2.13 0.46
3:X:118:PRO:HB3 3:X:141:1ILE:CG2 2.45 0.46
3:7:64:PHE:HD1 3:2:77: ILE:HG12 1.78 0.46
3:4:174:ASN:HD21 3:4:176:LYS:HE3 1.80 0.46
3:4:174:ASN:HD21 3:4:176:LYS:HB3 1.81 0.46
3:6:163:GLY:O 3:6:183:LEU:HA 2.14 0.46
3:6:174:ASN:HD21 3:6:176:LYS:HB3 1.80 0.46
3:8:155:ALA:N 3:8:158:SER:O 2.48 0.46
1:A:29:ILE:H 1:A:434:GLN:HB2 1.80 0.46
1:A:414:GLU:O 1:A:418:ILE:HG13 2.15 0.46
1:B:185:PRO:O 1:B:217:ILE:HA 2.16 0.46
1:B:326:LYS:NZ 1:B:341:ASN:ND2 2.64 0.46
1:C:352:GLY:CA 1:C:365:ALA:HA 2.45 0.46
1:C:421: TRP:HA 1:C:424:ASN:HD22 1.80 0.46
1:G:18:HIS:H 1:G:18:HIS:CD2 2.31 0.46
1:G:101:ASP:O 1:G:103:PRO:HD3 2.15 0.46
1:H:185:PRO:O 1:H:217:ILE:HA 2.15 0.46
1:H:197:GLN:H 1:H:197:GLN:CD 2.17 0.46
1:K:18:HIS:H 1:K:18:HIS:CD2 2.32 0.46
1:K:372:ALA:O 1:K:376:GLN:HG3 2.15 0.46
1:K:436: THR:O 1:K:440: THR:HG23 2.16 0.46
2:M:4:LEU:HA 2:M:23:GLN:O 2.16 0.46
2:M:20:VAL:HG13 | 2:M:120:THR:HG21 1.97 0.46
2:M:108:PHE:CB 2:M:111:TYR:HE2 2.28 0.46
2:M:142:LYS:O 2:M:144:THR:HG23 2.15 0.46
2:U:159:PHE:CD1 2:U:160:PRO:HA 2.51 0.46
2:Y:214:LYS:HB2 2:Y:215:PRO:HD3 1.98 0.46
2:1:34:LEU:CD2 2:1:35:SER:H 2.28 0.46
2:1:38:ARG:HB3 2:1:94:TYR:HE1 1.80 0.46
2:9:214:LYS:HB2 2:9:215:PRO:HD3 1.97 0.46
3:R:155:ALA:N 3:R:158:SER:O 2.47 0.46
3:T:51:SER:OG 3:T:55:ASN:HB3 2.15 0.46
3:T:93:TYR:HD1 3:T:100:SER:HB3 1.80 0.46
3:X:17:ARG:HH21 3:X:78: THR:HG21 1.80 0.46
3:X:24:GLY:O 3:X:29:ILE:HD11 2.16 0.46
3:X:145:TYR:HA 3:X:146:PRO:C 2.35 0.46
3:2:64:PHE:HD1 3:2:77.ILE:HG12 1.81 0.46
3:8:146:PRO:HD2 3:8:203:GLU:OE1 2.16 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
3:0:145: TYR:HA 3:0:146:PRO:C 2.35 0.46
1:A:138:ALA:HB2 1:A:226:LEU:HD12 1.96 0.46
1:A:321:ARG:HD2 1:A:437:ILE:CG2 2.46 0.46
1:A:427:LEU:O 1:A:431:LEU:HD12 2.15 0.46
1:B:401:GLU:OE1 1:B:401:GLU:N 2.48 0.46
1:B:421: TRP:HA 1:B:424:ASN:HD22 1.80 0.46
1:D:185:PRO:HA 1:D:190:GLU:OE2 2.16 0.46
1:E:192: THR:HG22 1:E:198:ALA:HB2 1.96 0.46
1:F:108:LEU:O 1:F:112: VAL:HG23 2.15 0.46
1:H:29:1LE:H 1:H:434:GLN:HB2 1.81 0.46
1:H:102:VAL:HG11 | 1:H:108:LEU:HD23 1.97 0.46
1:H:213:ILE:HG13 1:H:233:TYR:CE2 2.51 0.46
1:H:323:VAL:HG23 1:H:323:VAL:O 2.16 0.46
1:J:208:ARG:HG3 1:J:241:ASP:0OD2 2.16 0.46
1:K:192:THR:HG22 | 1:K:198:ALA:HB2 1.96 0.46
2:S:34:LEU:CD2 2:S5:35:SER:H 2.28 0.46
2:U:17:SER:HA 2:U:86:LEU:HG 1.96 0.46
2:W:50:TRP:CH2 2:W:52:ASN:HB2 2.51 0.46
2:W:108:PHE:H 2:W:108:PHE:HD2 1.59 0.46
2:1:92:ALA:H 2:1:122:VAL:CG2 2.29 0.46
2:3:27'TYR:O 2:3:98:ARG:NH2 2.48 0.46
2:9:60: TYR:CE1 2:9:70:MET:HG2 2.41 0.46
3:P:53:ASN:O 3:P:54:SER:CB 2.64 0.46
3:T:174:ASN:HD21 3:T:176:LYS:HB3 1.81 0.46
3:X:20:ILE:HG23 3:X:106:THR:HG21 1.97 0.46
3:7:146:PRO:HD2 3:7:203:GLU:OE1 2.16 0.46
3:7:147:GLY:HA3 3:2:177:TYR:.CG 2.50 0.46
3:6:17:ARG:HA 3:6:77:ILE:O 2.14 0.46
1:C:414:GLU:O 1:C:418:1ILE:HG13 2.16 0.46
1:D:103:PRO:HD2 1:D:232:ILE:O 2.16 0.46
1:E:280:GLU:HB2 1:E:290:ASN:HD21 1.80 0.46
1:F:280:GLU:HB2 1:F:290:ASN:ND2 2.30 0.46
1:F:376:GLN:HB2 1:F:439:LEU:HD11 1.98 0.46
1:G:185:PRO:HA 1:G:190:GLU:OE2 2.16 0.46
1:H:326:LYS:HD3 1:H:328: THR:H 1.80 0.46
1:J:102:VAL:O 1:J:105: TYR:HB2 2.15 0.46
1:J:323:VAL:HG23 1:J:323:VAL:O 2.16 0.46
1:K:102:VAL:O 1:K:105:TYR:HB2 2.15 0.46
1:L:208:ARG:CZ 1:L:238:LYS:HD2 2.45 0.46
2:0:99:VAL:HB 2:0:111:TYR:CE1 2.51 0.46
2:S:18:VAL:HG12 2:S:19:THR:H 1.79 0.46
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
2:1:22:CYS:HB2 2:1:36: TRP:HH2 1.79 0.46
2:5:100:GLU:N 2:5:111:TYR:HB2 2.17 0.46
2:9:95:TYR:CE1 2:9:119:GLY:HA3 2.50 0.46
3:N:145:TYR:HA 3:N:146:PRO:C 2.35 0.46
3:V:167:THR:CG2 3:V:180:SER:H 2.29 0.46
3:7:91:GLN:HB2 3:7:102:PHE:HE2 1.80 0.46
3:7:145:TYR:HA 3:7:146:PRO:C 2.35 0.46
3:2:67:SER:O 3:2:73:ALA:HB1 2.15 0.46
3:6:67:SER:O 3:6:73:ALA:HB1 2.15 0.46
3:8:38:TYR:HD2 3:8:48:LEU:HA 1.80 0.46
3:0:38:TYR:HD2 3:0:48:LEU:HA 1.80 0.46
3:0:120:VAL:O 3:0:209:LYS:HG3 2.16 0.46
3:0:163:GLY:O 3:0:183:LEU:HA 2.16 0.46
3:0:167:THR:CG2 3:0:180:SER:H 2.27 0.46
1:A:409:LEU:HG 1:C:409:LEU:HD21 1.98 0.46
1:B:146:GLY:CA 1:1:143:PRO:HB3 2.37 0.46
1:B:183:HIS:ND1 1:B:184:HIS:N 2.64 0.46
1:B:327:GLN:HG3 1:B:329:ARG:NE 2.29 0.46
1:C:197:GLN:H 1:C:197:GLN:CD 2.19 0.46
1:C:323:VAL:HG23 1:C:323:VAL:O 2.16 0.46
1:D:423:TYR:CE2 1:E:424:ASN:HB3 2.51 0.46
1:E:353:PHE:CE1 1:E:366:ASP:HB2 2.48 0.46
1:E:471:HIS:HB2 1:E:494:GLU:OE1 2.15 0.46
1:F:61:GLY:HA2 1:F:79:PHE:CZ 2.51 0.46
1:F:185:PRO:HA 1:F:190:GLU:OE2 2.16 0.46
1:G:327:GLN:HG3 1:G:329:ARG:NE 2.27 0.46
1:H:18:HIS:H 1:H:18:HIS:CD2 2.33 0.46
1:H:67:ILE:HG13 1:H:105:TYR:CE2 2.51 0.46
1:1:487:ASP:0D2 1:1:490:VAL:HG23 2.15 0.46
1:J:433:ASN:O 1:J:437:ILE:HG13 2.16 0.46
1:K:208:ARG:HG3 1:K:241:ASP:0D2 2.16 0.46
1:1:414:GLU:O 1:L:418:ILE:HG13 2.16 0.46
2:M:114:ASP:OD1 2:M:115:VAL:N 2.47 0.46
2:Q:2:VAL:HG21 2:Q:115:VAL:HG21 1.97 0.46
2:S5:112:PRO:CB 3:T:51:SER:HB2 2.46 0.46
2:U:214:LYS:HB2 2:U:215:PRO:HD3 1.97 0.46
2:W:112:PRO:CB 3:X:51:SER:HB2 2.46 0.46
2:W:155:VAL:HG11 | 2:W:211:VAL:HG11 1.98 0.46
2:5:18:VAL:HG12 2:5:19:THR:H 1.81 0.46
3:P:167:-THR:HG22 3:P:180:SER:O 2.14 0.46
3:R:139:CYS:CB 3:R:153: TRP:HZ2 2.29 0.46
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Atom-1 Atom-2 distance (A) overlap (A)

3:X:37:TRP:HB2 3:X:50:ILE:HG13 1.98 0.46
3:X:147:GLY:HA3 3:X:177:TYR:CG 2.50 0.46
3:2:35:VAL:HG13 3:2:92:SER:HB2 1.98 0.46
3:8:163:GLY:O 3:8:183:LEU:HA 2.16 0.46
3:8:188:GLU:CD 3:8:188:GLU:H 2.18 0.46
1:A:323:VAL:O 1:A:323:VAL:HG23 2.16 0.46
1:B:335:1ILE:HG12 1:B:354:ARG:HB3 1.98 0.46
1:B:382:ASN:O 1:B:385:1LE:O 2.32 0.46
1:D:84: TRP:HZ2 1:D:113:ALA:HA 1.81 0.46
1:F:101:ASP:O 1:F:103:PRO:HD3 2.16 0.46
1:F:309:VAL:HB 1:F:311:GLN:OE1 2.15 0.46
1:F:352:GLY:CA 1:F:365:ALA:HA 2.46 0.46
1:G:321:ARG:HD2 1:G:437:ILE:CG2 2.45 0.46
1:H:91:SER:O 2:1:31:SER:HB2 2.16 0.46
1:H:98:TYR:OH 1:H:228:SER:HB2 2.16 0.46
1:H:161:TYR:CZ 1:H:249:GLY:HA2 2.50 0.46
1:1:182:VAL:HG22 1:1:202:VAL:HG21 1.98 0.46
1:1:208:ARG:HG3 1:1:241:ASP:0D2 2.16 0.46
1:1:384:VAL:HG11 1:I1:428:LEU:HD11 1.97 0.46
1:J:210:GLN:HE21 1:L:220:ARG:HE 1.62 0.46
1:J:321:ARG:HD2 1:J:437:ILE:CG2 2.45 0.46
1:J:388: THR:HG23 1:J:389:ASN:N 2.31 0.46
1:K:137:ASN:O 1:K:140:LYS:HG3 2.16 0.46
2:0:38:ARG:HB3 2:0:94:TYR:HE1 1.79 0.46
2:5:32:TYR:CD1 2:5:98:ARG:HD3 2.51 0.46
2:U:155:VAL:HG11 | 2:U:211:VAL:HG11 1.97 0.46
2:W:A7T- TRP:HZ2 2:W:50: TRP:HB2 1.80 0.46
2:Y:212:ASN:HB2 2:Y:219:LYS:HD3 1.98 0.46
2:1:139:PRO:HB2 2:1:141:SER:O 2.16 0.46
2:3:34:LEU:HD22 2:3:35:SER:H 1.80 0.46
2:7:18:VAL:HG12 2:7:19:THR:H 1.81 0.46
2:7:98:ARG:HG2 2:7:98:ARG:NH1 2.31 0.46
2:9:34:LEU:CD2 2:9:35:SER:H 2.29 0.46
2:9:142:LYS:O 2:9:144:THR:HG23 2.16 0.46
3:P:6:GLN:HG2 3:P:106: THR:HG23 1.98 0.46
3:P:146:PRO:HD2 3:P:203:GLU:OE1 2.15 0.46
3:V:53:ASN:O 3:V:54:SER:CB 2.64 0.46
3:2:37:TRP:CZ3 3:2:90:CYS:HB3 2.50 0.46
3:6:64:PHE:HD1 3:6:77:ILE:HG12 1.80 0.46
1:B:17:HIS:HA 1:B:350: TRP:O 2.16 0.46
1:C:192:THR:HG22 1:C:198:ALA:HB2 1.96 0.46
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Atom-1 Atom-2 distance (A) overlap (A)

1:D:382:ASN:O 1:D:385:1ILE:O 2.34 0.46
1:D:427:LEU:O 1:D:431:LEU:HD12 2.16 0.46
1:E:185:PRO:HA 1:E:190:GLU:OE2 2.16 0.46
1:F:102:VAL:O 1:F:105:TYR:HB2 2.16 0.46
1:F:141:ARG:NH1 1:F:141:ARG:HB2 2.31 0.46
1:F:208:ARG:HG3 1:F:241:ASP:0OD2 2.16 0.46
1:F:220:ARG:HD2 1:F:229:ARG:HG2 1.97 0.46
1:G:196:VAL:O 1:G:197:GLN:C 2.54 0.46
1:G:436: THR:O 1:G:440: THR:HG23 2.15 0.46
1:H:137:ASN:O 1:H:140:LYS:HG3 2.16 0.46
1:1:388: THR:HG23 1:1:389:ASN:N 2.31 0.46
1:J:101:ASP:O 1:J:103:PRO:HD3 2.16 0.46
1:J:192: THR:HG22 1:J:198:ALA:HB2 1.98 0.46
1:J:214:ILE:HD12 1:J:214:ILE:N 2.30 0.46
1:K:17:HIS:HA 1:K:350: TRP:O 2.16 0.46
1:K:335:ILE:CD1 1:K:354:ARG:HB3 2.46 0.46
1:L:346:MET:HE3 1:1:349:GLY:O 2.16 0.46
1:L:384:VAL:HG11 1:1:428:LEU:HD11 1.97 0.46
1:L:421:TRP:HA 1:1:424:ASN:HD22 1.80 0.46
2:M:158:TYR:OH 2:M:191:LEU:HD23 2.16 0.46
2:S5:98:ARG:HG2 2:S5:98:ARG:NH1 2.31 0.46
2:S:151:LEU:HB3 2:S:224:VAL:CG1 2.46 0.46
2:S5:155:VAL:HG11 2:5:211:VAL:HG11 1.98 0.46
2:W:97:ALA:HA 2:W:115:VAL:O 2.15 0.46
2:Y:184:GLN:HG2 3:7:165:GLU:OE1 2.16 0.46
2:1:158: TYR:OH 2:1:191:LEU:HD23 2.16 0.46
2:3:101:GLY:H 2:3:111:TYR:HB3 1.81 0.46
2:7:32:TYR:CD1 2:7:98:ARG:HD3 2.51 0.46
2:9:180:PRO:HG2 3:0:170:SER:OG 2.15 0.46
3:R:37:TRP:HB2 3:R:50:ILE:HG13 1.97 0.46
3:X:38:TYR:HD2 3:X:48:LEU:HA 1.81 0.46
3:7:188:GLU:H 3:7:188:GLU:CD 2.19 0.46
3:4:25:SER:O 3:4:29:1LE:HG13 2.16 0.46
3:4:37: TRP:HB2 3:4:50:ILE:HG13 1.97 0.46
3:8:93:TYR:HD1 3:8:100:SER:HB3 1.79 0.46
1:A:152:ASN:HB2 1:A:255:ARG:NH1 2.31 0.46
1:A:170:ASN:ND2 1:A:239:PRO:HA 2.30 0.46
1:C:457:GLU:HG3 1:C:499:ARG:NH1 2.29 0.46
1:D:102:VAL:O 1:D:105:TYR:HB2 2.15 0.46
1:D:182:VAL:HG22 | 1:D:202:VAL:HG21 1.98 0.46
1:G:99:PRO:HB3 1:G:223:VAL:HG21 1.98 0.46

Continued on next page...




Page 151

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
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1:G:208:ARG:HG3 1:G:241:ASP:0OD2 2.16 0.46
1:G:321:ARG:HG2 1:G:321:ARG:O 2.14 0.46
1:H:436:THR:O 1:H:440: THR:HG23 2.16 0.46
1:H:461:ASP:OD2 1:1:453:ARG:HG2 2.16 0.46
1:1:.37:THR:CG2 1:1:322:ASN:HB2 2.44 0.46
1:1:134:GLY:CA 1:1:153:TRP:HB3 2.46 0.46
1:1:326:LYS:NZ 1:1:341:ASN:HD22 2.14 0.46
1:J:18:HIS:CD2 1:J:18:HIS:H 2.33 0.46
1:J:210:GLN:NE2 1:1:220:ARG:CZ 2.79 0.46
1:J:352:GLY:CA 1:J:365:ALA:HA 2.45 0.46
1:K:103:PRO:HD2 1:K:232:ILE:O 2.16 0.46
1:L:388: THR:HG23 1:L:389:ASN:N 2.30 0.46
2:Q:212:ASN:HB2 2:Q:219:LYS:HD3 1.97 0.46
2:S5:214:LYS:N 2:S:215:PRO:CD 2.79 0.46
2:W:6:GLN:HB3 2:W:120: THR:HG22 1.97 0.46
2:W:142:LYS:O 2:W:144:THR:HG23 2.16 0.46
2:3:20:VAL:CG1 2:3:120: THR:HG21 2.40 0.46
2:7:112:PRO:HA 3:8:36:HIS:CD2 2.51 0.46
2:7:148: THR:HA 2:7:199:SER:N 2.28 0.46
2:9:47TRP:HZ2 2:9:50: TRP:HB2 1.81 0.46
2:9:206: THR:HG21 2:9:223:LYS:CE 2.34 0.46
3:T:115:LYS:HG2 3:T:146:PRO:HD3 1.97 0.46
3:V:139:CYS:CB 3:V:153:TRP:HZ2 2.29 0.46
3:2:93:TYR:HD1 3:2:100:SER:HB3 1.76 0.46
3:4:53:ASN:O 3:4:54:SER:CB 2.64 0.46
3:0:188:GLU:CD 3:0:188:GLU:H 2.18 0.46
1:A:381:LEU:O 1:A:385:ILE:HG13 2.15 0.45
1:A:463:GLY:C 1:A:465:GLY:H 2.18 0.45
1:C:109:ARG:CZ 1:C:267:ILE:HD13 2.47 0.45
1:D:17:HIS:HA 1:D:350: TRP:O 2.16 0.45
1:D:102:VAL:HG11 | 1:D:108:LEU:HD23 1.97 0.45
1:D:335:ILE:HG12 1:D:354:ARG:HB3 1.98 0.45
1:F:17:HIS:HA 1:F:350: TRP:O 2.16 0.45
1:F:316:LEU:HD12 1:F:433:ASN:OD1 2.16 0.45
1:G:17:HIS:HA 1:G:350: TRP:O 2.16 0.45
1:G:426:GLU:HG3 1:H:383:ARG:HH22 1.80 0.45
1:1:59:LEU:HD12 1:1:60:ASP:N 2.30 0.45
1:1:141:ARG:HB2 1:1:141:ARG:NH1 2.31 0.45
1:J:169:PRO:HA 1:J:242:VAL:HG23 1.98 0.45
1:K:321:ARG:O 1:K:321:ARG:HG2 2.16 0.45
1:K:357:ASN:HB2 1:K:473:CYS:0O 2.16 0.45
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1:K:380:LYS:HZ3 1:K:384:VAL:HG23 1.81 0.45
1:L:101:ASP:O 1:L:103:PRO:HD3 2.16 0.45
1:L:137:ASN:O 1:L:140:LYS:HG3 2.16 0.45
2:M:22:CYS:HB2 2:M:36:TRP:HH2 1.81 0.45
2:0:10:GLU:OE1 2:0:18:VAL:HG13 2.16 0.45
2:5:10:GLU:OE1 2:S:18:VAL:HG13 2.16 0.45
2:5:47:TRP:HZ2 2:5:50: TRP:HB2 1.81 0.45
2:5:161:GLU:HA 2:5:162:PRO:HA 1.77 0.45
2:9:11:VAL:HG13 2:9:123:THR:O 2.16 0.45
3:N:38:TYR:HE2 3:N:48:LEU:HD13 1.80 0.45
3:T:146:PRO:HD2 3:T:203:GLU:QOE1 2.16 0.45
3:V:163:GLY:O 3:V:183:LEU:HA 2.17 0.45
3:X:67:SER:O 3:X:73:ALA:HB1 2.16 0.45
3:4:20:1LE:HG23 3:4:106: THR:HG21 1.98 0.45
3:6:24:GLY:O 3:6:29:ILE:HD11 2.16 0.45
3:8:174:ASN:HD21 3:8:176:LYS:HB3 1.81 0.45
3:0:67:SER:O 3:0:73:ALA:HB1 2.16 0.45
3:0:147:GLY:HA3 3:0:177:TYR:CG 2.50 0.45
1:A:91:SER:O 2:M:31:SER:HB2 2.15 0.45
1:A:335:ILE:HG12 1:A:354:ARG:HB3 1.98 0.45
1:B:196:VAL:O 1:B:197:GLN:C 2.55 0.45
1:B:326:LYS:NZ 1:B:341:ASN:HD22 2.14 0.45
1:D:323:VAL:O 1:D:323:VAL:HG23 2.16 0.45
1:D:326:LYS:NZ 1:D:341:ASN:HD22 2.14 0.45
1:E:50:LYS:HD3 1:E:275:ASP:HB2 1.99 0.45
1:E:381:LEU:O 1:E:385:ILE:HG13 2.16 0.45
1:1:152: ASN:HB2 1:1:255:ARG:NH1 2.31 0.45
1:J:497:ASN:HD22 1:J:497:ASN:HA 1.53 0.45
1:1:321:ARG:HG2 1:L:321:ARG:O 2.15 0.45
1:L:487:ASP:0OD2 1:1:490:VAL:HG23 2.16 0.45
2:5:11:VAL:HG13 2:5:123: THR:HB 1.97 0.45
2:Y:34:LEU:HD22 2:Y:35:SER:N 2.31 0.45
2:3:87:ARG:C 2:3:124:VAL:HG11 2.36 0.45
2:5:50: TRP:CH2 2:5:52:ASN:HB2 2.52 0.45
3:P:37:TRP:CZ3 3:P:90:CYS:HB3 2.51 0.45
3:P:188:GLU:CD 3:P:188:GLU:H 2.20 0.45
3:V:25:SER:O 3:V:29:ILE:HG13 2.16 0.45
3:2:53:ASN:O 3:2:54:SER:CB 2.64 0.45
1:A:102:VAL:O 1:A:105:TYR:HB2 2.15 0.45
1:B:61:GLY:HA2 1:B:79:PHE:CZ 2.51 0.45
1:B:404:GLY:HA3 1:C:107:SER:HB2 1.98 0.45
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:D:85:ASP:0O 1:D:265:SER:HA 2.16 0.45
1:E:220:ARG:HD2 1:E:229:ARG:HG2 1.98 0.45
1:F:185:PRO:O 1:F:217:ILE:HA 2.16 0.45
1:F:203: THR:HG23 1:F:212: THR:OG1 2.16 0.45
1:F:321:ARG:O 1:F:321:ARG:HG2 2.14 0.45
1:F:384:VAL:HG21 1:F:428:LEU:HD11 1.98 0.45
1:H:182:VAL:HG22 | 1:H:202:VAL:HG21 1.98 0.45
1:1:272: ALA:HA 2:3:105:VAL:CG2 2.44 0.45
2:U:142:LYS:O 2:U:144: THR:HG23 2.17 0.45
2:W:194:VAL:CG2 | 3:X:140:LEU:HD13 2.44 0.45
2:1:18:VAL:HG12 2:1:19:THR:H 1.81 0.45
2:1:112:PRO:CB 3:2:51:SER:HB2 2.46 0.45
2:3:18:VAL:HG12 2:3:19:THR:H 1.82 0.45
2:5:214:LYS:HB2 2:5:215:PRO:HD3 1.97 0.45
2:9:18:VAL:HG12 2:9:19:-THR:H 1.81 0.45
3:N:146:PRO:HD2 3:N:203:GLU:OE1 2.16 0.45
3:N:155:ALA:N 3:N:158:SER:O 2.46 0.45
3:R:188:GLU:H 3:R:188:GLU:CD 2.20 0.45
3:V:6:GLN:HG2 3:V:106:THR:HG23 1.99 0.45
3:V:20:ILE:HG23 3:V:106:THR:HG21 1.98 0.45
3:V:38:TYR:HE2 3:V:48:LEU:HD13 1.81 0.45
3:V:167:-THR:HG22 3:V:180:SER:O 2.15 0.45
3:X:64:PHE:HD1 3:X:77:ILE:HG12 1.81 0.45
3:72:167:- THR:HG22 3:7:180:SER:O 2.16 0.45
3:8:53:ASN:O 3:8:54:SER:CB 2.64 0.45
3:8:64:PHE:HD1 3:8:77:ILE:HG12 1.80 0.45
3:0:25:SER:O 3:0:29:ILE:HG13 2.16 0.45
3:0:139:CYS:CB 3:0:153: TRP:HZ2 2.28 0.45
1:B:185:PRO:HA 1:B:190:GLU:OE2 2.16 0.45
1:C:191:GLN:NE2 1:C:217:1LE:HD11 2.26 0.45
1:D:346:MET:HE3 1:D:349:GLY:O 2.17 0.45
1:E:37:THR:CG2 1:E:322: ASN:HB2 2.43 0.45
1:E:183:HIS:ND1 1:E:184:HIS:N 2.64 0.45
1:E:376:GLN:HB2 1:E:439:LEU:HD11 1.96 0.45
1:E:384:VAL:HG11 | 1:E:428:LEU:HD11 1.98 0.45
1:G:323:VAL:HG23 1:G:323:VAL:O 2.17 0.45
1:H:280:GLU:HB2 1:H:290:ASN:ND2 2.30 0.45
1:J:17:HIS:HA 1:J:350: TRP:O 2.16 0.45
1:K:323:VAL:HG23 1:K:323:VAL:O 2.16 0.45
1:L:85:ASP:O 1:L:265:SER:HA 2.16 0.45
2:M:184:GLN:HA 3:N:165:GLU:OE1 2.15 0.45
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:S:34:LEU:HD22 2:S:35:SER:N 2.32 0.45
2:U:18:VAL:HG12 2:U:19:THR:H 1.81 0.45
2:U:182:VAL:HG12 3:V:182:TYR:CD2 2.52 0.45
2:W:11:VAL:HG22 2:W:123: THR:HB 1.98 0.45
2:Y:214:LYS:N 2:Y:215:PRO:CD 2.79 0.45
2:3:38:ARG:HB3 2:3:94:TYR:CE1 2.51 0.45
3:P:139:CYS:CB 3:P:153: TRP:HZ2 2.29 0.45
3:X:115:LYS:HG2 3:X:146:PRO:HD3 1.98 0.45
3:0:53:ASN:O 3:0:54:SER:CB 2.64 0.45
1:A:405:ARG:HD3 1:B:406:ILE:HG21 1.99 0.45
1:A:421:TRP:HA 1:A:421:TRP:CE3 2.51 0.45
1:C:327:GLN:HG3 1:C:329:ARG:NE 2.30 0.45
1:E:191:GLN:NE2 1:E:217:ILE:HD11 2.26 0.45
1:F:495:ALA:O 1:F:499:ARG:HG3 2.17 0.45
1:G:352:GLY:CA 1:G:365:ALA:HA 2.46 0.45
1:H:321:ARG:O 1:H:321:ARG:HG2 2.15 0.45
1:H:372:ALA:O 1:H:376:GLN:HG3 2.16 0.45
1:1:29:ILE:H 1:1:434:GLN:HB2 1.82 0.45
1:1:376:GLN:HB2 1:1:439:LEU:HD11 1.98 0.45
1:1:463:GLY:C 1:1:465:GLY:H 2.20 0.45
1:J:423:TYR:CE2 1:K:424:ASN:HB3 2.51 0.45
1:K:487:ASP:OD2 1:K:490:VAL:HG23 2.17 0.45
2:Y:34:LEU:N 2:Y:99:VAL:HG13 2.32 0.45
2:Y:139:PRO:HB2 2:Y:141:SER:O 2.16 0.45
2:1:108:PHE:H 2:1:108:PHE:HD2 1.59 0.45
2:3:214:LYS:HB2 2:3:215:PRO:HD3 1.97 0.45
2:5:83:MET:HB3 2:5:86:LEU:HD21 1.97 0.45
2:5:151:LEU:HB3 2:5:224:VAL:CG1 2.47 0.45
2:7:4:LEU:HA 2:7:23:GLN:O 2.16 0.45
3:N:20:ILE:HG23 3:N:106:THR:HG21 1.99 0.45
3:7:37: TRP:HB2 3:7Z:50:ILE:CG1 2.46 0.45
3:7:38:TYR:HD2 3:7:48:LEU:HA 1.81 0.45
3:6:53:ASN:O 3:6:54:SER:CB 2.65 0.45
3:8:25:SER:O 3:8:29:1LE:HG13 2.17 0.45
1:B:85:ASP:O 1:B:265:SER:HA 2.17 0.45
1:D:457:GLU:HG3 1:D:499:ARG:NH1 2.29 0.45
1:E:49:GLY:HA2 1:E:285:ASN:O 2.16 0.45
1:E:213:ILE:HG13 1:E:233: TYR:CE2 2.52 0.45
1:E:421: TRP:HA 1:E:424:ASN:HD22 1.81 0.45
1:F:156:LYS:HD2 1:F:196:VAL:CG2 2.40 0.45
1:1:50:LYS:HD3 1:1:275:ASP:HB2 1.98 0.45
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:1:96:ASN:CA 1:1:224:ARG:HH11 2.30 0.45
1:K:346:MET:HE3 1:K:349:GLY:O 2.17 0.45
2:M:6:GLN:OE1 2:M:120: THR:HG23 2.17 0.45
2:M:32:TYR:CD1 2:M:98:ARG:HD3 2.52 0.45
2:M:83:MET:HB3 2:M:86:LEU:HD21 1.99 0.45
2:M:112:PRO:HB3 3:N:36:HIS:NE2 2.32 0.45
2:0:34:LEU:N 2:0:99:VAL:HG13 2.31 0.45
2:Q:38:ARG:HB3 2:Q:94:TYR:HE1 1.82 0.45
2:U:91:THR:CB 2:U:123:THR:HA 2.47 0.45
2:W:34:LEU:HD22 2:W:35:SER:H 1.80 0.45
2:W:155:VAL:CG2 2:W:191:LEU:HG 2.47 0.45
2:Y:195:VAL:HG12 2:Y:196: THR:N 2.31 0.45
2:3:179:PHE:CZ 3:4:140:LEU:HB3 2.52 0.45
2:3:195:VAL:HG12 2:3:196: THR:N 2.32 0.45
2:5:148: THR:HA 2:5:199:SER:N 2.29 0.45
2:9:158: TYR:OH 2:9:191:LEU:HD23 2.17 0.45
2:9:159:PHE:CD1 2:9:160:PRO:HA 2.52 0.45
2:9:212:ASN:HB2 2:9:219:LYS:HD3 1.99 0.45
3:P:37:.TRP:HB2 3:P:50:ILE:HG13 1.98 0.45
3:P:51:SER:OG 3:P:55:ASN:HB3 2.16 0.45
3:R:37:TRP:HB2 3:R:50:ILE:CG1 2.47 0.45
3:T:53:ASN:O 3:T:54:SER:CB 2.64 0.45
3:X:6:GLN:HG2 3:X:106:THR:HG23 1.99 0.45
3:7Z:25:SER:O 3:7:29:ILE:HG13 2.17 0.45
3:2:139:CYS:CB 3:2:153: TRP:HZ2 2.30 0.45
3:4:155:ALA:N 3:4:158:SER:O 2.48 0.45
3:8:38:TYR:HE2 3:8:48:LEU:HD13 1.81 0.45
1:A:229:ARG:HG2 | 1:A:229:ARG:HH11 1.81 0.45
1:A:388: THR:HG23 1:A:389:ASN:N 2.32 0.45
1:B:197:GLN:CD 1:B:197:GLN:H 2.20 0.45
1:B:321:ARG:O 1:B:321:ARG:HG2 2.15 0.45
1:C:208:ARG:HG3 1:C:241:ASP:0OD2 2.16 0.45
1:D:161:TYR:HB2 1:D:196:VAL:HG21 1.99 0.45
1:D:335:ILE:CD1 1:D:354:ARG:HB3 2.46 0.45
1:D:388: THR:HG23 1:D:389:ASN:N 2.31 0.45
1:E:66:LEU:HD11 1:E:84: TRP:CH2 2.52 0.45
1:F:99:PRO:HB2 1:F:229:ARG:CD 2.47 0.45
1:F:197:GLN:H 1:F:197:GLN:CD 2.18 0.45
1:F:339:ILE:HG22 1:F:340:GLU:N 2.30 0.45
1:G:102:VAL:HG11 | 1:G:108:LEU:HD23 1.97 0.45
1:H:180: TRP:CE2 1:H:204:VAL:HG21 2.52 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:H:321:ARG:HD2 1:H:437:ILE:CG2 2.47 0.45
1:1:138:ALA:HB2 1:1:226:LEU:HD12 1.98 0.45
1:1:416: THR:HG22 1:1:420:LEU:HD11 1.99 0.45
1:J:114:SER:HA 1:J:265:SER:O 2.17 0.45
1:J:268:-MET:HE1 1:J:282:ILE:HG22 1.98 0.45
1:K:335:ILE:HG12 1:K:354:ARG:HB3 1.98 0.45
1:L:102:VAL:HG11 1:L:108:LEU:HD23 1.98 0.45
2:0:155:VAL:HG11 | 2:0:211:VAL:HG11 1.98 0.45
2:Q:151:LEU:HB3 2:Q:224:VAL:CG1 2.47 0.45
2:5:167:TRP:CB 2:S5:172:LEU:HB3 2.47 0.45
2:U:182:VAL:CG1 3:V:182:TYR:CD2 2.98 0.45
2:W:10:GLU:OE1 2:W:18:VAL:HG13 2.16 0.45
2:Y:36:TRP:NE1 2:Y:70:MET:HE1 2.32 0.45
2:1:32:TYR:CD1 2:1:98:ARG:HD3 2.52 0.45
2:1:151:LEU:HB3 2:1:224:VAL:CG1 2.47 0.45
2:5:39:GLN:HE21 2:5:45:LEU:HD23 1.81 0.45
2:7:83:-MET:HB3 2:7:86:LEU:HD21 1.97 0.45
3:X:139:CYS:CB 3:X:153:TRP:HZ2 2.30 0.45
3:7:53:ASN:O 3:7:54:SER:CB 2.64 0.45
3:2:188:GLU:H 3:2:188:GLU:CD 2.19 0.45
3:4:67:SER:O 3:4:73:ALA:HB1 2.16 0.45
3:8:6:GLN:NE2 3:8:105:GLY:H 2.15 0.45
3:8:37:"TRP:CZ3 3:8:90:CYS:HB3 2.51 0.45
3:0:17:ARG:HA 3:0:77:ILE:O 2.16 0.45
1:A:247:SER:HB3 1:A:251:LEU:HD22 1.99 0.45
1:A:416: THR:HG22 1:A:420:LEU:CD1 2.47 0.45
1:A:487:ASP:0OD2 1:A:490:VAL:HG23 2.16 0.45
1:B:98:TYR:OH 1:B:228:SER:HB2 2.16 0.45
1:B:470:TYR:CE2 1:B:499:ARG:HA 2.52 0.45
1:C:96:ASN:CA 1:C:224:ARG:HH11 2.29 0.45
1:C:280:GLU:HB2 1:C:290:ASN:HD21 1.82 0.45
1:C:321:ARG:O 1:C:321:ARG:HG2 2.16 0.45
1:D:54:ASN:OD1 3:0:203:GLU:HB3 2.17 0.45
1:D:185:PRO:O 1:D:217:ILE:HA 2.17 0.45
1:E:15:LEU:HD22 1:E:448:PHE:HA 1.99 0.45
1:E:436: THR:O 1:E:440: THR:HG23 2.16 0.45
1:F:103:PRO:HG2 1:F:233: TYR:CE1 2.51 0.45
1:G:182:VAL:HG22 | 1:G:202:VAL:HG21 1.99 0.45
1:G:457:GLU:HG3 1:G:499:ARG:NH1 2.30 0.45
1:H:192: THR:HG22 1:H:198:ALA:HB2 1.99 0.45
1:1:197:GLN:H 1:1:197:GLN:CD 2.20 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:1:384:VAL:HG21 1:1:428.LEU:HD11 1.99 0.45
1:J:463:GLY:HA2 1:K:453:ARG:CD 2.38 0.45
1:K:382:ASN:O 1:K:385:ILE:O 2.34 0.45
1:L:180: TRP:CD2 1:L:204:VAL:HG21 2.51 0.45
1:L:213:ILE:HG13 1:L:233: TYR:CE2 2.51 0.45
2:M:108:PHE:HZ 3:N:99:GLY:HA2 1.80 0.45
2:0:36: TRP:NE1 2:0:70:MET:HE1 2.32 0.45
2:Q:10:GLU:OE1 2:Q:18:VAL:HG13 2.17 0.45
2:Q:34:LEU:N 2:Q:99:VAL:HG13 2.32 0.45
2:Q:214:LYS:N 2:Q:215:PRO:CD 2.80 0.45
2:5:83:MET:HB3 2:5:86:LEU:HD21 1.99 0.45
2:5:101:GLY:H 2:5:111:TYR:HB3 1.81 0.45
2:U:22:CYS:HB2 2:U:36:TRP:HH?2 1.80 0.45
2:W:154:LEU:HD21 | 3:X:136:THR:HG21 1.99 0.45
2:3:142:LYS:O 2:3:144:THR:HG23 2.17 0.45
2:5:112:PRO:HA 3:6:36:HIS:CD2 2.52 0.45
2:5:142:LYS:O 2:5:144: THR:HG23 2.16 0.45
2:7:10:GLU:OE1 2:7:18:VAL:HG13 2.17 0.45
2:7:102:VAL:HG12 2:7:103:ARG:H 1.80 0.45
2:7:214:LYS:N 2:7:215:PRO:CD 2.79 0.45
3:R:91:GLN:HB2 3:R:102:PHE:CE2 2.52 0.45
3:T:167:THR:CG2 3:T:180:SER:H 2.29 0.45
3:X:25:SER:O 3:X:29:ILE:HG13 2.15 0.45
3:72:172:GLN:HE21 3:7:176:LYS:NZ 2.15 0.45
3:2:91:GLN:HB2 3:2:102:PHE:HE2 1.82 0.45
3:2:155:ALA:N 3:2:158:SER:O 2.47 0.45
3:4:6:GLN:HG2 3:4:106: THR:HG23 1.99 0.45
1:A:17:HIS:HA 1:A:350: TRP:O 2.17 0.45
1:A:272:ALA:N 2:M:105:VAL:HG23 2.32 0.45
1:A:352:GLY:CA 1:A:365:ALA:HA 2.47 0.45
1:C:17:HIS:HA 1:C:350: TRP:O 2.17 0.45
1:C:108:LEU:O 1:C:112:VAL:HG23 2.17 0.45
1:D:203:THR:HG21 | 1:F:220:ARG:HH21 1.81 0.45
1:D:331:LEU:N 1:D:331:LEU:CD2 2.74 0.45
1:E:326:LYS:HD3 1:E:328: THR:H 1.82 0.45
1:G:326:LYS:HZ3 1:G:341:ASN:HD22 1.65 0.45
1:H:471:HIS:HB2 1:H:494:GLU:OE1 2.17 0.45
1:1:321:ARG:O 1:1:321:ARG:HG2 2.16 0.45
1:L:143:PRO:HG2 1:1:144:GLY:H 1.82 0.45
1:L:161:TYR:HB2 1:1:196:VAL:HG21 1.98 0.45
2:M:95:TYR:CE1 2:M:119:GLY:HA3 2.52 0.45

Continued on next page...




Page 158

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:0:214:LYS:N 2:0:215:PRO:CD 2.80 0.45
2:5:195:VAL:HG12 2:S5:196: THR:N 2.32 0.45
2:W:83:MET:HB3 2:W:86:LEU:HD21 1.99 0.45
2:W:206: THR:HG21 2:W:223:LYS:CE 2.34 0.45
2:Y:142:LYS:O 2:Y:144:THR:HG23 2.16 0.45
2:3:34:LEU:N 2:3:99:VAL:HG13 2.32 0.45
2:5:111:TYR:HE1 2:5:113:MET:CG 2.28 0.45
2:5:214:LYS:N 2:5:215:PRO:CD 2.79 0.45
2:7:19:-THR:HG22 2:7:82:GLU:CG 2.44 0.45
2:9:167:TRP:CB 2:9:172:LEU:HB3 2.47 0.45
3:N:153: TRP:CD2 3:N:183:LEU:HD13 2.52 0.45
3:P:38:TYR:HD2 3:P:48:LEU:HA 1.81 0.45
3:V:91:GLN:HB2 3:V:102:PHE:HE2 1.81 0.45
3:X:51:SER:OG 3:X:55:ASN:HB3 2.17 0.45
3:7:6:GLN:NE2 3:7:105:GLY:H 2.15 0.45
3:7:115:LYS:HG2 3:7:146:PRO:HD3 1.98 0.45
3:2:6:GLN:HG2 3:2:106: THR:HG23 1.98 0.45
3:4:146:PRO:HD2 3:4:203:GLU:OE1 2.17 0.45
3:8:51:SER:OG 3:8:55:ASN:HB3 2.17 0.45
3:0:115:LYS:HG2 3:0:146:PRO:HD3 1.98 0.45
1:A:192: THR:HG22 1:A:198:ALA:HB2 1.98 0.45
1:B:44:GLN:HG2 1:B:288:1LE:HD12 1.98 0.45
1:B:192: THR:HG22 1:B:198:ALA:HB2 1.99 0.45
1:D:192: THR:HG22 1:D:198:ALA:HB2 1.99 0.45
1:D:272:ALA:HA 2:5:105:VAL:CG2 2.47 0.45
1:E:326:LYS:CD 1:E:328: THR:H 2.30 0.45
1:F:161:TYR:CZ 1:F:249:GLY:HA2 2.52 0.45
1:G:114:SER:O 1:G:265:SER:HB2 2.17 0.45
1:G:137:ASN:O 1:G:140:LYS:HG3 2.17 0.45
1:G:152:ASN:HB2 1:G:255:ARG:NH1 2.31 0.45
1:G:185:PRO:O 1:G:217:ILE:HA 2.17 0.45
1:G:383:ARG:HH22 1:1:426:GLU:HG3 1.81 0.45
1:1:183:HIS:ND1 1:1:184:HIS:N 2.65 0.45
1:J:67:ILE:HG13 1:J:105:TYR:CE2 2.52 0.45
1:J:463:GLY:C 1:J:465:GLY:H 2.19 0.45
1:K:17:HIS:HB2 1:K:320:MET:HE1 1.98 0.45
1:K:141:ARG:NH1 1:K:141:ARG:HB2 2.32 0.45
1:K:280:GLU:HB2 1:K:290:ASN:ND2 2.32 0.45
1:K:321:ARG:HD2 1:K:437:ILE:CG2 2.47 0.45
2:M:11:VAL:HG13 2:M:123: THR:HB 1.99 0.45
2:M:117:GLY:O 2:M:119:GLY:N 2.50 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
2:0:37:VAL:HG11 3:P:102:PHE:HE1 1.82 0.45
2:S5:6:GLN:H 2:S5:118:GLN:HE22 1.63 0.45
2:S5:34:LEU:N 2:5:99:VAL:HG13 2.32 0.45
2:U:34:LEU:HD22 2:U:35:SER:H 1.82 0.45
2:U:108:PHE:CD2 2:U:108:PHE:N 2.75 0.45
2:U:151:LEU:HB3 2:U:224:VAL:CG1 2.47 0.45
2:U:214:LYS:N 2:U:215:PRO:CD 2.80 0.45
3:N:113:GLN:HA 3:N:114:PRO:HD3 1.72 0.45
3:N:188:GLU:CD 3:N:188:GLU:H 2.20 0.45
3:P:37:.TRP:HB2 3:P:50:ILE:CG1 2.47 0.45
3:P:155:ALA:N 3:P:158:SER:O 2.48 0.45
3:4:24:GLY:O 3:4:29:1ILE:HD11 2.17 0.45
3:6:146:PRO:HD2 3:6:203:GLU:OE1 2.17 0.45
3:0:146:PRO:HD2 3:0:203:GLU:OE1 2.17 0.45
1:D:134:GLY:CA 1:D:153: TRP:HB3 2.47 0.44
1:D:453:ARG:HD3 1:F:463:GLY:O 2.17 0.44
1:D:463:GLY:C 1:D:465:GLY:H 2.20 0.44
1:E:255:ARG:HG2 1:E:255:ARG:HH11 1.82 0.44
1:1:414:GLU:O 1:1:418:ILE:HG13 2.18 0.44
1:J:50:LYS:HD3 1:J:275:ASP:HB2 1.98 0.44
1:J:183:HIS:ND1 1:J:184:HIS:N 2.65 0.44
1:K:96:ASN:CA 1:K:224:ARG:HH11 2.30 0.44
1:K:101:ASP:O 1:K:103:PRO:HD3 2.16 0.44
1:K:421: TRP:HA 1:K:424:ASN:HD22 1.81 0.44
1:L:29:ILE:H 1:1:434:GLN:HB2 1.82 0.44
2:M:214:LYS:N 2:M:215:PRO:CD 2.80 0.44
2:Y:55:ASP:0D2 2:Y:57:GLN:HB2 2.17 0.44
2:Y:83:MET:HB3 2:Y:86:LEU:HD21 1.99 0.44
2:3:55:ASP:0D2 2:3:57:GLN:HB2 2.17 0.44
2:3:212:ASN:HB2 2:3:219:LYS:HD3 1.99 0.44
2:5:47:TRP:HZ2 2:5:50: TRP:HB2 1.83 0.44
2:9:195:VAL:HG12 2:9:196: THR:N 2.32 0.44
2:9:214:LYS:N 2:9:215:PRO:CD 2.79 0.44
3:N:38:TYR:HD2 3:N:48:LEU:HA 1.81 0.44
3:N:53:ASN:O 3:N:54:SER:CB 2.64 0.44
3:N:91:GLN:HB2 3:N:102:PHE:HE2 1.81 0.44
3:P:25:SER:O 3:P:29:ILE:HG13 2.18 0.44
3:P:83:GLU:H 3:P:83:GLU:CD 2.21 0.44
3:P:115:LYS:HG2 3:P:146:PRO:HD3 1.99 0.44
3:T:188:GLU:H 3:T:188:GLU:CD 2.21 0.44
3:V:37:TRP:CZ3 3:V:90:CYS:HB3 2.52 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
3:X:53:ASN:O 3:X:54:SER:CB 2.64 0.44
3:Z:5:'THR:HB 3:7:23:THR:0G1 2.17 0.44
3:72:67:SER:O 3:7:73:ALA:HB1 2.16 0.44
3:6:20:ILE:HG23 3:6:106: THR:HG21 1.98 0.44
3:6:130:LEU:CD2 3:6:135:ALA:HB2 2.46 0.44
1:A:80:GLN:HB3 1:A:150:ARG:NH2 2.32 0.44
1:D:152:ASN:HB2 1:D:255:ARG:NH1 2.32 0.44
1:D:326:LYS:NZ 1:D:341:ASN:ND2 2.64 0.44
1:E:388: THR:HG23 1:E:389:ASN:N 2.32 0.44
1:E:463:GLY:HA2 1:F:453:ARG:HB3 1.97 0.44
1:E:463:GLY:C 1:E:465:GLY:H 2.19 0.44
1:G:190:GLU:O 1:G:194:LEU:HD13 2.16 0.44
1:G:220:ARG:HD2 1:G:229:ARG:HG2 1.98 0.44
1:G:280:GLU:HB2 1:G:290:ASN:ND2 2.32 0.44
1:H:208:ARG:HG3 1:H:241:ASP:0OD2 2.17 0.44
1:1:234: TRP:CE3 1:1:234: TRP:N 2.81 0.44
1:1:470: TYR:CE2 1:1:499:ARG:HA 2.52 0.44
1:K:98:TYR:OH 1:K:228:SER:HB2 2.17 0.44
1:K:183:HIS:ND1 1:K:184:HIS:N 2.65 0.44
1:L:37:THR:CG2 1:1.:322:ASN:HB2 2.46 0.44
1:L:234:TRP:HE3 1:L:234:TRP:N 2.15 0.44
2:0:55:ASP:0OD2 2:0:57:GLN:HB2 2.17 0.44
2:0:212:ASN:HB2 2:0:219:LYS:HD3 1.98 0.44
2:W:212:ASN:HB2 2:W:219:LYS:HD3 1.99 0.44
2:Y: 47 TRP:HZ2 2:Y:50: TRP:HB2 1.82 0.44
2:3:50: TRP:CH2 2:3:52:ASN:HB2 2.51 0.44
2:9:148: THR:HA 2:9:199:SER:N 2.29 0.44
3:N:130:LEU:CD2 3:N:135:ALA:HB2 2.47 0.44
3:T:139:CYS:CB 3:T:153: TRP:HZ2 2.30 0.44
3:6:93:TYR:HD1 3:6:100:SER:HB3 1.80 0.44
3:8:91:GLN:HB2 3:8:102:PHE:CE2 2.52 0.44
1:B:268: MET:CE 1:B:282:ILE:HG22 2.48 0.44
1:C:222: TRP:CH2 1:C:225:GLY:HA2 2.53 0.44
1:D:353:PHE:CE1 1:D:366:ASP:HB2 2.47 0.44
1:E:335:ILE:HG12 1:E:354:ARG:HB3 2.00 0.44
1:G:471:HIS:HB2 1:G:494:GLU:OE1 2.17 0.44
1:H:114:SER:HA 1:H:265:SER:O 2.18 0.44
1:H:243:LEU:HD12 1:H:244:VAL:H 1.81 0.44
1:H:463:GLY:C 1:H:465:GLY:H 2.21 0.44
1:1:44:GLN:OE1 1:1:289:PRO:HG2 2.17 0.44
1:J:59:LEU:HD12 1:J:60:ASP:N 2.33 0.44
Continued on next page...
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1:J:357:ASN:HB2 1:J:473:CYS:0O 2.18 0.44
1:K:50:LYS:HA 1:K:273:PRO:HG2 2.00 0.44
1:K:38%: THR:HG23 1:K:389:ASN:N 2.32 0.44
1:L:323:VAL:O 1:1L:323:VAL:HG23 2.16 0.44
1:L:421:TRP:HA 1:L:421: TRP:CE3 2.52 0.44
2:0:34:LEU:HD22 2:0:35:SER:H 1.82 0.44
2:0:83:MET:HB3 2:0:86:LEU:HD21 1.98 0.44
2:U:44:GLY:HA2 3:V:89:TYR:OH 2.17 0.44
2:U:148: THR:HA 2:U:199:SER:N 2.29 0.44
2:U:158: TYR:OH 2:U:191:LEU:HD23 2.16 0.44
2:W:60:TYR:CE1 2:W:70:MET:HG2 2.41 0.44
2:W:214:LYS:N 2:W:215:PRO:CD 2.79 0.44
2:1:4:LEU:HD11 2:1:115:VAL:O 2.16 0.44
2:1:100:GLU:CB 2:1:111:TYR:HB2 2.48 0.44
2:1:195:VAL:HG12 2:1:196: THR:N 2.32 0.44
2:1:214:LYS:N 2:1:215:PRO:CD 2.79 0.44
2:3:108:PHE:CZ 3:4:99:GLY:HA2 2.52 0.44
2:7:161:GLU:HA 2:7:162:PRO:HA 1.77 0.44
2:9:4:LEU:HA 2:9:23:GLN:O 2.18 0.44
3:N:25:SER:O 3:N:29:ILE:HG13 2.16 0.44
3:N:139:CYS:CB 3:N:153: TRP:HZ2 2.30 0.44
3:P:37:TRP:CH2 3:P:90:CYS:HB3 2.52 0.44
3:V:130:LEU:CD2 3:V:135:ALA:HB2 2.47 0.44
3:X:146:PRO:HD2 3:X:203:GLU:OE1 2.17 0.44
3:7:20:ILE:HG23 3:7:106: THR:HG21 1.99 0.44
3:8:6:GLN:HG2 3:8:106: THR:HG23 1.99 0.44
1:A:280:GLU:HB2 1:A:290:ASN:HD21 1.82 0.44
1:A:424:ASN:HB3 1:C:423:TYR:CE2 2.52 0.44
1:B:49:GLY:HA2 1:B:285:ASN:O 2.16 0.44
1:C:213:1LE:HG13 1:C:233:TYR:CE2 2.53 0.44
1:D:352:GLY:CA 1:D:365:ALA:HA 2.48 0.44
1:E:384:VAL:HG21 1:E:428:LEU:HD11 2.00 0.44
1:G:414:GLU:O 1:G:418:ILE:HG13 2.18 0.44
1:H:109:ARG:NH2 1:H:267:ILE:HD13 2.32 0.44
1:H:272:ALA:HA 2:1:105:VAL:HG22 1.98 0.44
1:J:185:PRO:O 1:J:217:ILE:HA 2.18 0.44
1:K:196:VAL:O 1:K:197:GLN:C 2.56 0.44
1:K:384:VAL:HG21 | 1:K:428:LEU:HD11 2.00 0.44
1:L:321:ARG:HD2 1:L:437:ILE:CG2 2.47 0.44
1:L:470:TYR:CE2 1:1:499:ARG:HA 2.53 0.44
2:0:32:TYR:CG 2:0:98:ARG:HD3 2.53 0.44
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2:0:158:TYR:CE2 2:0:163:VAL:HG12 2.52 0.44
2:U:34:LEU:N 2:U:99:VAL:HG13 2.32 0.44
2:3:214:LYS:N 2:3:215:PRO:CD 2.79 0.44
2:5:113:MET:HB2 3:6:38: TYR:OH 2.17 0.44
2:7:101:GLY:H 2:7:111:TYR:HB3 1.83 0.44
2:9:32:TYR:CD1 2:9:98:ARG:HD3 2.52 0.44
3:P:167:-THR:CG2 3:P:180:SER:H 2.30 0.44
3:T:81:GLN:O 3:T:110:VAL:HG11 2.17 0.44
3:7:6:GLN:HG2 3:7:106: THR:HG23 1.98 0.44
3:7:130:LEU:CD2 3:7:135:ALA:HB2 2.47 0.44
3:2:146:PRO:HD2 3:2:203:GLU:OE1 2.17 0.44
3:4:139:CYS:CB 3:4:153: TRP:HZ2 2.30 0.44
3:4:188:GLU:H 3:4:188:GLU:CD 2.21 0.44
3:6:6:GLN:HG2 3:6:106: THR:HG23 1.99 0.44
3:6:118:PRO:HB3 3:6:141:ILE:CG2 2.48 0.44
1:A:15:LEU:HD22 1:A:448:PHE:HA 1.99 0.44
1:A:339:ILE:HG22 1:A:340:GLU:N 2.32 0.44
1:A:350: TRP:HB2 1:A:370: THR:HG23 2.00 0.44
1:A:416:THR:HG22 | 1:A:420:LEU:HD11 1.98 0.44
1:B:98:TYR:CD1 1:B:99:PRO:HD2 2.53 0.44
1:C:137:ASN:O 1:C:140:LYS:HG3 2.17 0.44
1:D:141:ARG:HB2 1:D:141:ARG:NH1 2.33 0.44
1:D:156:LYS:HD2 1:D:196:VAL:CG2 2.44 0.44
1:E:137:ASN:O 1:E:140:LYS:HG3 2.17 0.44
1:E:382:ASN:O 1:E:385:ILE:O 2.35 0.44
1:F:134:GLY:CA 1:F:153:TRP:HB3 2.46 0.44
1:F:147:PHE:.CG 1:F:148:PHE:N 2.86 0.44
1:G:141:ARG:NH1 1:G:141:ARG:HB2 2.32 0.44
1:G:161: TYR:HB2 1:G:196:VAL:HG21 1.99 0.44
1:G:421:TRP:HA 1:G:424:ASN:HD22 1.81 0.44
1:J:423:TYR:CZ 1:J:427:LEU:HD22 2.53 0.44
1:K:222: TRP:CH2 1:K:225:GLY:HA2 2.53 0.44
1:K:416:THR:HG22 | 1:K:420:LEU:HD11 2.00 0.44
1:1:497:ASN:HD22 1:L:497:ASN:HA 1.53 0.44
2:M:27:TYR:O 2:M:98:ARG:NH2 2.50 0.44
2:M:151:LEU:HB3 2:M:224:VAL:CG1 2.48 0.44
2:0:206:THR:HG21 2:0:223:LYS:CE 2.34 0.44
2:5:179:PHE:CE2 3:T:142:SER:HB3 2.53 0.44
2:1:47TRP:HZ2 2:1:50: TRP:HB2 1.83 0.44
2:1:182:VAL:O 2:1:189:TYR:HA 2.18 0.44
2:1:212:ASN:HB2 2:1:219:LYS:HD3 1.99 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
2:3:83:MET:HB3 2:3:86:LEU:HD21 1.98 0.44
2:3:151:LEU:HB3 2:3:224:VAL:CG1 2.47 0.44
2:7:2:VAL:HG21 2:7:115:VAL:HG21 1.99 0.44
2:7:35:SER:OG 2:7:113:MET:CE 2.65 0.44
2:9:39:GLN:HE21 2:9:45:-LEU:HD23 1.83 0.44
3:R:6:GLN:HG2 3:R:106:THR:HG23 1.99 0.44
3:R:122:LEU:HD13 3:R:198:CYS:HB2 1.98 0.44
3:V:67:SER:O 3:V:73:ALA:HB1 2.18 0.44
3:X:130:LEU:CD2 3:X:135:ALA:HB2 2.47 0.44
3:6:12:GLY:CA 3:6:111:LEU:HD13 2.48 0.44
3:8:195:SER:HB3 3:8:212:ALA:HB2 2.00 0.44
3:0:130:LEU:CD2 3:0:135:ALA:HB2 2.46 0.44
1:A:27:-LYS:HZ2 1:B:383:ARG:HD3 1.83 0.44
1:B:27:LYS:HZ3 1:C:383:ARG:HD3 1.82 0.44
1:B:114:SER:HA 1:B:265:SER:O 2.17 0.44
1:B:384:VAL:HG21 1:B:428:LEU:HD11 2.00 0.44
1:B:495:ALA:O 1:B:499:ARG:HG3 2.17 0.44
1:B:497:ASN:HD22 1:B:497:ASN:HA 1.53 0.44
1:D:67:ILE:HG13 1:D:105: TYR:CE2 2.52 0.44
1:D:99:PRO:HB3 1:D:223:VAL:HG21 1.99 0.44
1:F:80:GLN:HB3 1:F:150:ARG:NH2 2.33 0.44
1:F:96:ASN:CA 1:F:224:ARG:HH11 2.30 0.44
1:F:335:ILE:HG12 1:F:354:ARG:HB3 2.00 0.44
1:F:388: THR:HG23 1:F:389:ASN:N 2.33 0.44
1:H:222: TRP:CH2 1:H:225:GLY:HA2 2.52 0.44
1:H:295:GLN:HE22 1:H:308: TYR:HB2 1.80 0.44
1:1:220:ARG:HB2 1:1:221:PRO:CD 2.48 0.44
1:J:29:ILE:H 1:J:434:GLN:HB2 1.83 0.44
1:J:470: TYR:CE2 1:J:499:ARG:HA 2.52 0.44
1:K:134:GLY:CA 1:K:153: TRP:HB3 2.48 0.44
1:L:80:GLN:HB3 1:L:150:ARG:NH2 2.32 0.44
2:M:177:HIS:NE2 3:N:172:GLN:OE1 2.51 0.44
2:0:108:PHE:CB 2:0:111:TYR:CE2 3.01 0.44
2:0:198:PRO:HG2 2:0:201:SER:OG 2.18 0.44
2:Q:155:VAL:HG11 | 2:Q:211:VAL:HGI11 1.99 0.44
2:5:206: THR:CG2 2:5:223:LYS:HG2 2.48 0.44
2:U:83:MET:HB3 2:U:86:LEU:HD21 1.99 0.44
2:W:9:ALA:HB1 2:W:121:MET:O 2.17 0.44
2:W:34:LEU:N 2:W:99:VAL:HG13 2.32 0.44
2:W:137:LEU:HD11 | 3:X:138:VAL:HG21 1.99 0.44
2:Y:101:GLY:H 2:Y:111:TYR:HB3 1.81 0.44
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2:1:19:THR:HG22 2:1:82:GLU:CG 2.46 0.44
2:1:34:LEU:HD22 2:1:35:SER:N 2.32 0.44
2:3:135:PHE:HB3 3:4:126:SER:OG 2.18 0.44
2:5:179:PHE:CZ 3:6:140:LEU:HB3 2.52 0.44
2:5:195:VAL:HG12 2:5:196: THR:N 2.33 0.44
2:7:212:ASN:HB2 2:7:219:LYS:HD3 1.98 0.44
3:N:6:GLN:HG2 3:N:106:THR:HG23 1.99 0.44
3:N:24:GLY:O 3:N:29:ILE:HD11 2.18 0.44
3:N:83:GLU:CD 3:N:83:GLU:H 2.21 0.44
3:R:38:TYR:HE2 3:R:48:LEU:HD13 1.82 0.44
3:T:37:TRP:HB2 3:T:50:ILE:HG13 2.00 0.44
3:72:37:TRP:CH2 3:7:90:CYS:HB3 2.52 0.44
3:2:115:LYS:HG2 3:2:146:PRO:HD3 1.99 0.44
1:B:203:THR:HG23 | 1:B:212:THR:0G1 2.18 0.44
1:D:380:LYS:HZ3 1:D:384:VAL:HG23 1.82 0.44
1:E:19:ALA:CB 1:E:322:ASN:HD21 2.31 0.44
1:E:405:ARG:H 1:F:107:SER:CB 2.30 0.44
1:G:96:ASN:CA 1:G:224:ARG:HH11 2.31 0.44
1:G:176:LYS:HD3 1:G:178: TYR:OH 2.18 0.44
1:H:288:ILE:O 1:H:288:ILE:HG13 2.18 0.44
1:H:405:ARG:HH22 1:1:403:GLU:CD 2.21 0.44
1:J:191:GLN:NE2 1:J:217:ILE:HD11 2.24 0.44
1:J:471:HIS:HB2 1:J:494:GLU:OE1 2.18 0.44
1:K:471:HIS:HB2 1:K:494:GLU:OE1 2.17 0.44
1:L:288:ILE:O 1:L:288:ILE:HG13 2.17 0.44
2:M:34:LEU:N 2:M:99:VAL:HG13 2.32 0.44
2:0:142:LYS:O 2:0:144: THR:HG23 2.17 0.44
2:0:167: TRP:HB3 2:0:172:LEU:HB3 2.00 0.44
2:S5:20:VAL:HG13 2:S:120: THR:HG21 2.00 0.44
2:5:100:GLU:N 2:5:111:TYR:HB2 2.14 0.44
2:5:167:-TRP:HB3 2:5:172:LEU:HB3 1.99 0.44
2:U:60:TYR:CE1 2:U:70:MET:HG2 2.42 0.44
2:Y:182:VAL:O 2:Y:189:TYR:HA 2.17 0.44
2:3:179:PHE:CD1 3:4:140:LEU:HD22 2.52 0.44
2:5:55:ASP:0D2 2:5:57:GLN:HB2 2.17 0.44
2:7:34:-LEU:HD22 2:7:35:SER:N 2.31 0.44
2:7:142:LYS:O 2:7:144: THR:HG23 2.18 0.44
2:7:155:VAL:HG11 2:7:211:VAL:HG11 1.99 0.44
3:N:33:TYR:O 3:N:34:ALA:C 2.56 0.44
3:T:6:GLN:NE2 3:T:105:GLY:H 2.15 0.44
3:T:24:GLY:O 3:T:29:ILE:HD11 2.17 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
3:T:37:-TRP:CH2 3:T:90:CYS:HB3 2.53 0.44
3:X:29:ILE:CD1 3:X:71:THR:HB 2.48 0.44
3:X:188:GLU:CD 3:X:188:GLU:H 2.21 0.44
3:2:37:TRP:CH2 3:2:90:CYS:HB3 2.52 0.44
3:6:37: TRP:HB2 3:6:50:ILE:HG13 1.99 0.44
3:6:188:GLU:CD 3:6:188:GLU:H 2.20 0.44
3:8:37:TRP:HB2 3:8:50:1ILE:HG13 1.99 0.44
1:A:176:LYS:HD3 1:A:178:TYR:OH 2.17 0.44
1:A:220:ARG:HB2 1:A:221:PRO:CD 2.48 0.44
1:A:321:ARG:O 1:A:321:ARG:HG2 2.17 0.44
1:B:222:TRP:CH2 1:B:225:GLY:HA2 2.51 0.44
1:B:346:MET:HE3 1:B:349:GLY:O 2.17 0.44
1:D:384:VAL:HG21 | 1:D:428:LEU:HD11 1.99 0.44
1:E:423:TYR:CE2 1:F:424:ASN:HB3 2.52 0.44
1:G:229:ARG:HG2 | 1:G:229:ARG:HH11 1.83 0.44
1:H:141:ARG:NH1 1:H:141:ARG:HB2 2.33 0.44
1:H:220:ARG:HB2 1:H:221:PRO:CD 2.47 0.44
1:1:352:GLY:CA 1:1:365:ALA:HA 2.48 0.44
1:K:203:THR:HG23 | 1:K:212:THR:OG1 2.18 0.44
2:M:34:LEU:HD22 2:M:35:SER:H 1.82 0.44
2:M:198:PRO:HG2 2:M:201:SER:OG 2.18 0.44
2:0:167:TRP:CB 2:0:172:LEU:HB3 2.48 0.44
2:Q:34:LEU:CD2 2:Q:35:SER:N 2.81 0.44
2:Q:142:LYS:0 2:Q:144:THR:HG23 2.17 0.44
2:Q:195:VAL:HG12 2:Q:196: THR:N 2.33 0.44
2:5:6:GLN:OE1 2:5:120: THR:HG23 2.18 0.44
2:S:148: THR:HA 2:5:199:SER:N 2.29 0.44
2:W:55:ASP:0D2 2:W:57:GLN:HB2 2.18 0.44
2:1:2:VAL:HG21 2:1:115:VAL:HG21 1.99 0.44
2:1:34:LEU:N 2:1:99:VAL:HG13 2.33 0.44
2:5:98:ARG:HG2 2:5:98:ARG:NH1 2.33 0.44
2:7:34:LEU:N 2:7:99:VAL:HG13 2.33 0.44
2:7:167:TRP:CB 2:7:172:LEU:HB3 2.48 0.44
2:9:61:VAL:O 2:9:65:GLN:HG3 2.18 0.44
3:R:20:ILE:HG23 3:R:106:THR:HG21 1.98 0.44
3:R:130:LEU:CD2 3:R:135:ALA:HB2 2.47 0.44
3:T:118:PRO:HB2 3:T:207:VAL:HG11 2.00 0.44
3:V:146:PRO:HD2 3:V:203:GLU:OE1 2.17 0.44
3:X:113:GLN:HG3 3:X:175:ASN:HD22 1.77 0.44
3:4:118:PRO:HB3 3:4:141:.1LE:CG2 2.47 0.44
3:6:91:GLN:HB2 3:6:102:PHE:HE2 1.82 0.44

Continued on next page...



Page 166

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

3:6:165:GLU:HG2 3:6:165:GLU:H 1.74 0.44
3:6:167: THR:CG2 3:6:180:SER:H 2.27 0.44
1:A:182:VAL:HG22 | 1:A:202:VAL:HG21 1.99 0.44
1:A:222: TRP:CH2 1:A:225:GLY:HA2 2.53 0.44
1:B:137:ASN:O 1:B:140:LYS:HG3 2.18 0.44
1:B:384:VAL:HG11 1:B:428:LEU:HD11 2.00 0.44
1:B:421: TRP:HA 1:B:421: TRP:CE3 2.53 0.44
1:C:335:1ILE:HG12 1:C:354:ARG:HB3 2.00 0.44
1:C:429:VAL:HG12 | 1:C:433:ASN:HD21 1.83 0.44
1:E:17:HIS:HA 1:E:350: TRP:O 2.18 0.44
1:E:323:VAL:HG23 1:E:323:VAL:O 2.17 0.44
1:F:487:ASP:0OD2 1:F:490:VAL:HG23 2.18 0.44
1:H:251:LEU:HD12 1:H:252:ILE:N 2.32 0.44
1:1:346:MET:HE3 1:1:349:GLY:O 2.18 0.44
1:J:268:MET:CE 1:J:282:1LE:HG22 2.48 0.44
1:K:295:GLN:NE2 1:K:308: TYR:HB2 2.33 0.44
1:K:433:ASN:O 1:K:437:ILE:HG13 2.18 0.44
1:L:134:GLY:CA 1:L:153: TRP:HB3 2.48 0.44
2:0:151:LEU:HB3 2:0:224:VAL:CG1 2.48 0.44
2:W:151:LEU:HB3 2:W:224:VAL:CG1 2.47 0.44
2:1:39:GLN:HE21 2:1:45:LEU:HD23 1.83 0.44
2:1:154:LEU:HD21 | 3:2:136:THR:HG21 1.98 0.44
2:3:19:-THR:HG22 2:3:82:GLU:CG 2.46 0.44
2:3:198:PRO:HG2 2:3:201:SER:OG 2.18 0.44
2:5:167:-TRP:HB3 2:5:172:LEU:HB3 1.99 0.44
2:7:116:TRP:HZ2 3:8:38: TYR:CE1 2.36 0.44
2:7:151:LEU:HB3 2:7:224:VAL:CG1 2.48 0.44
3:T:11:SER:HB3 3:T:111:LEU:HD11 2.00 0.44
3:T:37:TRP:CZ3 3:T:90:CYS:HB3 2.53 0.44
3:T:118:PRO:HB3 3:T:141:ILE:CG2 2.48 0.44
3:V:51:SER:OG 3:V:55:ASN:HB3 2.18 0.44
3:7:195:SER:HB3 3:7:212:ALA:HB2 2.00 0.44
3:4:167:THR:CG2 3:4:180:SER:H 2.31 0.44
3:6:122:LEU:HD13 3:6:198:CYS:HB2 2.00 0.44
3:8:24:GLY:O 3:8:29:ILE:HD11 2.18 0.44
1:A:206:THR:CA 1:C:221:PRO:HG2 2.47 0.43
1:B:220:ARG:HB2 1:B:221:PRO:CD 2.48 0.43
1:B:433:ASN:O 1:B:437:ILE:HG13 2.17 0.43
1:C:471:HIS:HB2 1:C:494:GLU:OE1 2.17 0.43
1:D:97:CYS:H 1:D:224:ARG:NH1 2.16 0.43
1:D:321:ARG:O 1:D:321:ARG:HG2 2.16 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:298:ASN:OD1 1:E:300:ILE:N 2.42 0.43
1:F:111:LEU:HD12 1:F:111:LEU:C 2.38 0.43
1:G:15:LEU:HD22 1:G:448:PHE:HA 2.00 0.43
1:G:114:SER:HA 1:G:265:SER:O 2.18 0.43
1:G:470:TYR:CE2 1:G:499:ARG:HA 2.53 0.43
1:H:335:ILE:HG12 1:H:354:ARG:HB3 1.99 0.43
1:K:85:ASP:O 1:K:265:SER:HA 2.18 0.43
1:K:176:LYS:HD3 1:K:178:TYR:OH 2.18 0.43
1:K:307:LYS:HE2 1:K:421:TRP:CZ2 2.52 0.43
1:K:339:ILE:HG22 1:K:340:GLU:N 2.33 0.43
1:L:109:ARG:NH2 1:L:267:ILE:HD13 2.32 0.43
2:M:61:VAL:HG12 2:M:63:LYS:N 2.25 0.43
2:M:167:TRP:HB3 2:M:172:LEU:HB3 2.00 0.43
2:0:210:ASN:N 2:0:210:ASN:HD22 2.16 0.43
2:Q:4:LEU:HA 2:Q:23:GLN:O 2.18 0.43
2:Q:83:MET:HB3 2:Q:86:LEU:HD21 1.99 0.43
2:Q:99:VAL:HA 2:Q:111:TYR:CD1 2.52 0.43
2:5:55:ASP:0D2 2:5:57:GLN:HB2 2.18 0.43
2:5:108:PHE:CB 2:S5:111:TYR:HE2 2.30 0.43
2:W:109:HIS:HA 3:X:93:TYR:CD1 2.52 0.43
2:Y:32:TYR:CG 2:Y:98:ARG:HD3 2.53 0.43
2:1:155:VAL:CG2 2:1:191:LEU:HG 2.48 0.43
2:3:98:ARG:HG2 2:3:98:ARG:NH1 2.32 0.43
2:9:108:PHE:CB 2:9:111:TYR:HE2 2.30 0.43
2:9:182:VAL:O 2:9:189:TYR:HA 2.17 0.43
3:N:37:TRP:HB2 3:N:50:ILE:HG13 1.99 0.43
3:N:93:TYR:HD1 3:N:100:SER:HB3 1.80 0.43
3:R:6:GLN:NE2 3:R:105:GLY:H 2.15 0.43
3:R:25:SER:O 3:R:29:ILE:HG13 2.18 0.43
3:7:139:CYS:CB 3:7:153: TRP:HZ2 2.29 0.43
3:2:38:TYR:HE2 3:2:48:LEU:HD13 1.82 0.43
3:6:172:GLN:N 3:6:176:LYS:O 2.48 0.43
3:6:174:ASN:HD21 3:6:176:LYS:HE3 1.83 0.43
1:C:470:TYR:CE2 1:C:499:ARG:HA 2.54 0.43
1:D:203: THR:HG21 1:F:220:ARG:NH2 2.33 0.43
1:D:372:ALA:O 1:D:376:GLN:HG3 2.17 0.43
1:E:96:ASN:CA 1:E:224:ARG:HH11 2.31 0.43
1:E:103:PRO:HD2 1:E:232:ILE:O 2.17 0.43
1:E:264:LYS:HB3 1:E:392:PHE:CG 2.54 0.43
1:F:183:HIS:ND1 1:F:184:HIS:N 2.65 0.43
1:H:401:GLU:OE1 1:H:401:GLU:N 2.51 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:J:326:LYS:NZ 1:J:341:ASN:HD22 2.16 0.43
1:K:161:TYR:CZ 1:K:249:GLY:HA2 2.52 0.43
1:K:220:ARG:HH21 | 1:L:203:THR:HG21 1.83 0.43
1:K:326:LYS:HD3 1:K:328:THR:H 1.83 0.43
1:L:97:CYS:H 1:L:224:ARG:NH1 2.16 0.43
1:L:376:GLN:HB2 1:1:439:LEU:HD11 2.00 0.43
2:Q:18:VAL:HG12 2:Q:19:THR:H 1.83 0.43
3:P:118:PRO:HB3 3:P:141:1LE:CG2 2.48 0.43
3:R:24:GLY:O 3:R:29:1LE:HD11 2.18 0.43
3:R:174:ASN:HD21 3:R:176:LYS:HE3 1.83 0.43
3:V:115:LYS:HG2 3:V:146:PRO:HD3 2.01 0.43
3:X:91:GLN:HB2 3:X:102:PHE:CE2 2.52 0.43
3:X:93:TYR:HD1 3:X:100:SER:HB3 1.80 0.43
3:X:174:ASN:HD21 3:X:176:LYS:HE3 1.83 0.43
3:2:25:SER:O 3:2:29:ILE:HG13 2.17 0.43
3:2:195:SER:HB3 3:2:212:ALA:HB2 2.00 0.43
3:6:26:SER:HA 3:6:29:ILE:HD12 2.00 0.43
3:6:139:CYS:CB 3:6:153: TRP:HZ2 2.30 0.43
3:0:6:GLN:HG2 3:0:106: THR:HG23 1.98 0.43
1:B:96:ASN:CA 1:B:224:ARG:HH11 2.31 0.43
1:B:414:GLU:O 1:B:418:ILE:HG13 2.18 0.43
1:C:196:VAL:O 1:C:197:GLN:C 2.56 0.43
1:C:288:1LE:O 1:C:288:ILE:HG13 2.18 0.43
1:C:326:LYS:HZ3 1:C:341:ASN:ND2 2.14 0.43
1:C:423:TYR:CZ 1:C:427:LEU:HD22 2.53 0.43
1:D:244:VAL:CB 1:F:221:PRO:HD3 2.45 0.43
1:D:280: GLU:HB2 1:D:290:ASN:ND2 2.33 0.43
1:E:327:GLN:HG3 1:E:329:ARG:NE 2.31 0.43
1:E:350: TRP:HB2 1:E:370: THR:HG23 1.99 0.43
1:F:272:ALA:N 2:W:105:VAL:HG23 2.33 0.43
1:F:384:VAL:HG11 1:F:428.LEU:HD11 2.00 0.43
1:G:98:TYR:OH 1:G:228:SER:HB2 2.17 0.43
1:1:49:GLY:O 1:1:273:PRO:HD2 2.18 0.43
1:1:114:SER:HA 1:1:265:SER:O 2.18 0.43
1:K:220:ARG:HG3 1:K:229:ARG:NH1 2.33 0.43
1:K:251:LEU:HD12 1:K:252:ILE:N 2.33 0.43
1:K:288:ILE:O 1:K:28R%:ILE:HG13 2.18 0.43
1:K:414:GLU:O 1:K:418:ILE:HG13 2.18 0.43
2:M:18:VAL:HG12 2:M:19:THR:H 1.81 0.43
2:Q:2:VAL:HG23 2:Q:115:VAL:CG1 2.46 0.43
2:Q:167:'TRP:CB 2:Q:172:LEU:HB3 2.49 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
2:S5:212:ASN:HB2 2:S5:219:LYS:HD3 1.99 0.43
2:U:4:LEU:HA 2:U:23:GLN:O 2.19 0.43
2:U:195:VAL:HG12 2:U:196:THR:N 2.34 0.43
2:Y:98:ARG:HG2 2:Y:98:ARG:NH1 2.31 0.43
2:Y:181:ALA:HA 2:Y:190:SER:O 2.18 0.43
2:1:95:TYR:CE1 2:1:119:GLY:HA3 2.53 0.43
2:7:55:ASP:0OD1 4:EA:2:NAG:O7 2.36 0.43
2:7:136:PRO:O 3:8:126:SER:HB3 2.17 0.43
3:V:38:TYR:HD2 3:V:48:LEU:HA 1.84 0.43
3:V:81:GLN:O 3:V:110:VAL:HG11 2.19 0.43
3:X:33:TYR:O 3:X:34:ALA:C 2.56 0.43
3:8:139:CYS:CB 3:8:153: TRP:HZ2 2.29 0.43
1:A:242:VAL:HG22 1:A:243:LEU:N 2.33 0.43
1:A:405:ARG:H 1:B:107:SER:CB 2.31 0.43
1:B:29:ILE:H 1:B:434:GLN:HB2 1.83 0.43
1:D:183:HIS:ND1 1:D:184:HIS:N 2.67 0.43
1:F:271:ASP:C 2:W:105:VAL:HG23 2.39 0.43
1:F:423: TYR:CZ 1:F:427.LEU:HD22 2.53 0.43
1:F:470: TYR:CE2 1:F:499:ARG:HA 2.53 0.43
1:H:17:HIS:HA 1:H:350: TRP:O 2.18 0.43
1:H:85:ASP:0O 1:H:265:SER:HA 2.17 0.43
1:H:176:LYS:HD3 1:H:178:TYR:OH 2.18 0.43
1:H:220:ARG:HD2 1:H:229:ARG:HG2 1.99 0.43
1:H:409:LEU:HD11 1:1:413:VAL:HG21 2.00 0.43
1:J:99:PRO:HB3 1:J:223:VAL:HG21 2.00 0.43
1:K:229:ARG:HG2 | 1:K:229:ARG:HH11 1.81 0.43
1:K:416: THR:HG22 1:K:420:LEU:CD1 2.48 0.43
1:K:470:TYR:CE2 1:K:499:ARG:HA 2.53 0.43
1:1:103:PRO:HD2 1:L:232:ILE:O 2.18 0.43
2:M:2:VAL:CG2 2:M:115:VAL:HG21 2.48 0.43
2:M:155:VAL:CG2 2:M:191:LEU:HG 2.48 0.43
2:Q:155:VAL:CG2 2:Q:191:LEU:HG 2.48 0.43
2:U:155:VAL:CG2 2:U:191:LEU:HG 2.49 0.43
2:U:179:PHE:CZ 3:V:140:LEU:HB3 2.53 0.43
2:5:155:VAL:CG2 2:5:191:LEU:HG 2.49 0.43
2:5:155:VAL:HG11 2:5:211:VAL:HG11 1.99 0.43
2:7:195:VAL:HG12 2:7:196: THR:N 2.32 0.43
2:9:38:ARG:HB3 2:9:94:TYR:HE1 1.83 0.43
2:9:155:VAL:HG11 2:9:211:VAL:HG11 2.00 0.43
3:N:6:GLN:NE2 3:N:105:GLY:H 2.17 0.43
3:P:174:ASN:ND2 3:P:176:LYS:HB3 2.34 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
3:T:6:GLN:HG2 3:T:106: THR:HG23 1.99 0.43
3:T:91:GLN:HB2 3:T:102:PHE:CE2 2.53 0.43
3:T:130:LEU:CD2 3:T:135:ALA:HB2 2.48 0.43
3:V:188:GLU:CD 3:V:188:GLU:H 2.21 0.43
3:7:118:PRO:HB3 3:7:141:1ILE:CG2 2.48 0.43
3:4:167:-THR:HG22 3:4:180:SER:O 2.17 0.43
3:0:118:PRO:HB3 3:0:141:ILE:CG2 2.49 0.43
1:C:350: TRP:HB2 1:C:370: THR:HG23 2.01 0.43
1:D:96:ASN:CA 1:D:224:ARG:HH11 2.31 0.43
1:E:421: TRP:HA 1:E:421:TRP:CE3 2.53 0.43
1:E:487:ASP:0D2 1:E:490:VAL:HG23 2.18 0.43
1:F:15:LEU:HB3 1:F:444.-MET:HE1 2.01 0.43
1:F:49:GLY:HA2 1:F:285:ASN:O 2.18 0.43
1:F:84: TRP:HZ2 1:F:113:ALA:HA 1.83 0.43
1:F:372:ALA:O 1:F:376:GLN:HG3 2.18 0.43
1:G:49:GLY:O 1:G:273:PRO:HD2 2.18 0.43
1:G:85:ASP:O 1:G:265:SER:HA 2.17 0.43
1:G:220:ARG:HB2 1:G:221:PRO:CD 2.49 0.43
1:G:383:ARG:CZ 1:1:27:LYS:HD3 2.49 0.43
1:J:246:ASN:HD22 1:L:219:SER:HB3 1.83 0.43
1:K:280:GLU:HB2 1:K:290:ASN:HD21 1.83 0.43
1:K:384:VAL:HG11 | 1:K:428:LEU:HD11 2.01 0.43
2:M:155:VAL:HG11 | 2:M:211:VAL:HG11 1.99 0.43
2:0:195:VAL:HG12 2:0:196: THR:N 2.33 0.43
2:S:51:1LE:CD1 2:S5:52:ASN:N 2.80 0.43
2:U:38:ARG:HB3 2:U:94:TYR:HE1 1.83 0.43
2:W:195:VAL:HG12 2:W:196: THR:N 2.32 0.43
2:Y:99:VAL:HB 2:Y:111:TYR:CE1 2.53 0.43
2:Y:151:LEU:HB3 2:Y:224:VAL:CG1 2.47 0.43
2:1:142:LYS:O 2:1:144: THR:HG23 2.18 0.43
2:3:32: TYR:CG 2:3:98:ARG:HD3 2.54 0.43
2:3:158:TYR:CE2 2:3:163:VAL:HG12 2.53 0.43
2:5:109:HIS:HA 3:6:93:TYR:CD1 2.54 0.43
2:9:2:VAL:HG12 2:9:25:SER:O 2.19 0.43
3:N:167:-THR:HG22 3:N:180:SER:O 2.18 0.43
3:N:167:THR:CG2 3:N:180:SER:H 2.31 0.43
3:P:7:PRO:HA 3:P:8:PRO:HD3 1.93 0.43
3:V:23: THR:HG22 3:V:72:SER:CB 2.47 0.43
3:V:37:TRP:HB2 3:V:50:ILE:HG13 2.00 0.43
3:7:83:GLU:H 3:7:83:GLU:CD 2.21 0.43
3:2:37:TRP:HB2 3:2:50:ILE:HG13 2.00 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:6:51:SER:OG 3:6:55:ASN:HB3 2.18 0.43
3:6:115:LYS:HG2 3:6:146:PRO:HD3 2.01 0.43
3:8:20:ILE:HG23 3:8:106: THR:HG21 1.99 0.43
3:8:83:GLU:H 3:8:83:GLU:CD 2.21 0.43
3:0:5:THR:HB 3:0:23:THR:0G1 2.19 0.43
1:B:380:LYS:O 1:B:380:LYS:HE2 2.17 0.43
1:D:196:VAL:O 1:D:197:GLN:C 2.55 0.43
1:D:380:LYS:HE2 1:D:380:LYS:O 2.18 0.43
1:E:321:ARG:O 1:E:321:ARG:HG2 2.18 0.43
1:F:268:MET:SD 1:F:284:PRO:HG3 2.58 0.43
1:G:134:GLY:CA 1:G:153: TRP:HB3 2.49 0.43
1:G:326:LYS:HD3 1:G:328: THR:H 1.83 0.43
1:H:376:GLN:HB2 1:H:439:LEU:HD11 2.01 0.43
1:K:185:PRO:O 1:K:217:ILE:HA 2.18 0.43
1:L:152:ASN:HB2 1:L:255:ARG:NH1 2.34 0.43
2:Q:198:PRO:HG2 2:Q:201:SER:OG 2.18 0.43
2:5:155:VAL:CG2 2:S:191:LEU:HG 2.49 0.43
2:U:100:GLU:O 2:U:102:VAL:N 2.50 0.43
2:U:154:LEU:HD23 3:V:129:GLU:OE2 2.18 0.43
2:U:198:PRO:HG2 2:U:201:SER:OG 2.19 0.43
2:1:4:LEU:HA 2:1:23:GLN:O 2.19 0.43
2:1:167:TRP:CB 2:1:172:LEU:HB3 2.48 0.43
2:3:51:ILE:CD1 2:3:52:ASN:N 2.80 0.43
2:3:155:VAL:CG2 2:3:191:LEU:HG 2.49 0.43
2:5:34:LEU:HD22 2:5:35:SER:H 1.82 0.43
2:5:62:LYS:HE3 3:6:97:LEU:HD13 1.99 0.43
2:5:167:TRP:CB 2:5:172:LEU:HB3 2.48 0.43
2:5:206: THR:CG2 2:5:223:LYS:HG2 2.49 0.43
2:7:47'TRP:HZ2 2:7:50: TRP:HB2 1.83 0.43
3:N:51:SER:O 3:N:53:ASN:N 2.51 0.43
3:P:174:ASN:HD21 3:P:176:LYS:HE3 1.84 0.43
3:X:133:ASN:O 3:X:134:LYS:HG2 2.19 0.43
3:2:20:ILE:HG23 3:2:106: THR:HG21 2.00 0.43
3:2:29:ILE:CD1 3:2:71:THR:HB 2.49 0.43
3:2:38: TYR:HD2 3:2:48:LEU:HA 1.83 0.43
3:4:51:SER:OG 3:4:55:ASN:HB3 2.18 0.43
3:6:6:GLN:NE2 3:6:105:GLY:H 2.16 0.43
3:6:37:TRP:CZ3 3:6:90:CYS:HB3 2.53 0.43
1:A:59:LEU:HD12 1:A:60:ASP:N 2.34 0.43
1:A:221:PRO:HD3 1:B:244:VAL:HB 2.01 0.43
1:A:238:LYS:HE2 1:C:401:GLU:HG3 2.00 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:461:ASP:0OD2 1:B:453:ARG:HG2 2.19 0.43
1:B:326:LYS:HZ3 1:B:341:ASN:ND2 2.16 0.43
1:C:183:HIS:O 1:C:185:PRO:HD3 2.19 0.43
1:C:187:THR:CB 1:C:189:GLN:HE21 2.17 0.43
1:D:421: TRP:HA 1:D:421:TRP:CE3 2.53 0.43
1:G:244:VAL:HB 1:1:221:PRO:HD3 2.00 0.43
1:G:339:ILE:HG22 1:G:340:GLU:N 2.34 0.43
1:G:384:VAL:HG11 | 1:G:428:LEU:HD11 2.01 0.43
1:H:15:LEU:HD22 1:H:448:PHE:HA 2.01 0.43
1:H:185:PRO:HA 1:H:190:GLU:OE2 2.18 0.43
1:H:234: TRP:HE3 1:H:234: TRP:N 2.13 0.43
1:H:242:VAL:HG22 1:H:243:LEU:N 2.34 0.43
1:1:335:ILE:CG1 1:1:354:ARG:HB3 2.49 0.43
1:J:457:GLU:HG3 1:J:499:ARG:NH1 2.29 0.43
1:K:29:ILE:H 1:K:434:GLN:HB2 1.84 0.43
1:K:143:PRO:HG2 1:K:144:GLY:H 1.84 0.43
1:L:416: THR:HG22 1:L:420:LEU:CD1 2.49 0.43
2:M:167:TRP:CB 2:M:172:LEU:HB3 2.48 0.43
2:M:212:ASN:HB2 2:M:219:LYS:HD3 2.00 0.43
2:0:155:VAL:CG2 2:0:191:LEU-HG 2.48 0.43
2:S:4:LEU:HA 2:S5:23:GLN:O 2.19 0.43
2:S5:210:ASN:HD22 2:5:210:ASN:N 2.17 0.43
2:W:206:THR:CG2 2:W:223:LYS:HG2 2.48 0.43
2:Y:11:VAL:HG13 2:Y:123: THR:O 2.19 0.43
2:1:61:VAL:O 2:1:65:GLN:HG3 2.19 0.43
2:5:9:ALA:HB1 2:5:121:MET:O 2.18 0.43
2:9:51:ILE:CD1 2:9:52:ASN:N 2.80 0.43
2:9:151:LEU:HB3 2:9:224:VAL:CG1 2.48 0.43
3:N:37:TRP:CZ3 3:N:90:CYS:HB3 2.54 0.43
3:P:67:SER:O 3:P:73:ALA:HB1 2.18 0.43
3:P:91:GLN:HB2 3:P:102:PHE:HE2 1.82 0.43
3:P:130:LEU:CD2 3:P:135:ALA:HB2 2.46 0.43
3:T:195:SER:HB3 3:T:212:ALA:HB2 2.01 0.43
3:V:33:TYR:O 3:V:34:ALA:C 2.57 0.43
3:V:174:ASN:HD21 3:V:176:LYS:HE3 1.83 0.43
3:2:24:GLY:O 3:2:29:1LE:HD11 2.19 0.43
3:2:133:ASN:O 3:2:134:LYS:HG2 2.18 0.43
3:6:7:PRO:HA 3:6:8:PRO:HD3 1.93 0.43
3:6:174:ASN:O 3:6:175:ASN:HB2 2.19 0.43
3:0:91:GLN:HB2 3:0:102:PHE:HE2 1.84 0.43
3:0:117:ALA:HA 3:0:118:PRO:HD3 1.92 0.43
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:A:183:HIS:ND1 1:A:184:HIS:N 2.67 0.43
1:A:382:ASN:O 1:A:385:1LE:O 2.36 0.43
1:B:161:TYR:CZ 1:B:249:GLY:HA?2 2.54 0.43
1:C:234:TRP:HE3 1:C:234: TRP:N 2.14 0.43
1:D:109:ARG:HG2 | 1:D:109:ARG:HH11 1.83 0.43
1:D:414:GLU:O 1:D:418:ILE:HG13 2.18 0.43
1:E:141:ARG:NH1 1:E:141:ARG:HB2 2.33 0.43
1:E:208:ARG:HG3 1:E:241:ASP:0OD2 2.17 0.43
1:F:200:GLY:HA3 1:F:250:ASN:OD1 2.18 0.43
1:G:29:1LE:H 1:G:434:GLN:HB2 1.84 0.43
1:G:187:THR:CB 1:G:189:GLN:HE21 2.17 0.43
1:H:84:TRP:HZ2 1:H:113:ALA:HA 1.84 0.43
1:1:247:SER:HB3 1:1:251:LEU:HD22 2.01 0.43
1:1:311:GLN:HG2 1:1:426:GLU:OE1 2.19 0.43
1:1:471:HIS:HB2 1:1:494:GLU:OE1 2.19 0.43
1:J:108:LEU:O 1:J:112:VAL:HG23 2.18 0.43
1:J:147:PHE:CG 1:J:148:PHE:N 2.87 0.43
1:J:264:LYS:HB3 1:J:392:PHE:CG 2.54 0.43
1:K:15:LEU:HD22 1:K:448:PHE:HA 2.00 0.43
1:1L:192:THR:HG22 1:L:198:ALA:HB2 2.01 0.43
2:M:108:PHE:CB 2:M:111:TYR:CE2 3.01 0.43
2:Q:170:GLY:O 2:Q:173: THR:HG23 2.19 0.43
2:S:7:SER:O 2:5:120: THR:HG22 2.19 0.43
2:5:91:THR:HB 2:5:124:VAL:HG23 2.01 0.43
2:S:105:VAL:HG12 2:5:107:GLY:O 2.19 0.43
2:3:4:LEU:HA 2:3:23:GLN:O 2.19 0.43
2:3:210:ASN:HD22 2:3:210:ASN:N 2.17 0.43
2:5:61:VAL:O 2:5:65:GLN:HG3 2.18 0.43
2:7:32:TYR:CG 2:7:98:ARG:HD3 2.54 0.43
2:9:100:GLU:O 2:9:102:VAL:HG23 2.18 0.43
3:72:24:GLY:O 3:7:29:1LE:HD11 2.19 0.43
3:7:174:ASN:O 3:7:175:ASN:HB2 2.19 0.43
3:8:33:TYR:O 3:8:34:ALA:C 2.57 0.43
3:0:11:SER:HB3 3:0:111:LEU:HD12 2.01 0.43
3:0:37:TRP:HB2 3:0:50:ILE:HG13 2.00 0.43
3:0:122:LEU:HD13 3:0:198:CYS:HB2 2.01 0.43
1:A:326:LYS:CD 1:A:328: THR:H 2.31 0.43
1:B:97:CYS:H 1:B:224:ARG:NH1 2.17 0.43
1:B:102:VAL:O 1:B:105:TYR:HB2 2.18 0.43
1:B:355:HIS:NE2 1:B:362:GLY:HA3 2.34 0.43
1:D:137:ASN:O 1:D:140:LYS:HG3 2.19 0.43

Continued on next page...




Page 174

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:F:220:ARG:HB2 1:F:221:PRO:CD 2.48 0.43
1:F:222: TRP:CH2 1:F:225:GLY:HA2 2.53 0.43
1:F:353:PHE:CE1 1:F:366:ASP:HB2 2.45 0.43
1:G:234: TRP:CE3 1:G:234:TRP:N 2.83 0.43
1:G:409:LEU:HD21 1:H:409:LEU:HG 2.00 0.43
1:G:433:ASN:O 1:G:437:ILE:HG13 2.19 0.43
1:H:268:MET:CE 1:H:282:1LE:HG22 2.49 0.43
1:J:220:ARG:HB2 1:J:221:PRO:CD 2.49 0.43
1:L:15:LEU:HD22 1:1:448:PHE:HA 2.01 0.43
1:L:200:GLY:HA3 1:L:250:ASN:OD1 2.19 0.43
1:L:416:THR:HG22 | 1:L:420:LEU:HD11 1.99 0.43
1:L:451: THR:HG22 1:L:455:LEU:HG 2.01 0.43
2:M:195:VAL:HG12 2:M:196:THR:N 2.33 0.43
2:Q:32:TYR:CG 2:Q:98:ARG:HD3 2.54 0.43
2:Q:88:SER:HA 2:Q:124:VAL:HG12 2.00 0.43
2:5:99:VAL:HB 2:S:111:TYR:CG 2.54 0.43
2:U:33:GLY:C 2:U:99:VAL:HG13 2.39 0.43
2:U:108:PHE:H 2:U:108:PHE:HD2 1.60 0.43
2:U:167:TRP:CB 2:U:172:LEU:HB3 2.49 0.43
2:U:182:VAL:O 2:U:189:TYR:HA 2.19 0.43
2:W:32:TYR:CG 2:W:98:ARG:HD3 2.54 0.43
2:W:88:SER:HA 2:W:124:VAL:HG12 2.01 0.43
2:W:98:ARG:HG2 2:W:98:ARG:NH1 2.33 0.43
2:W:167:TRP:CB 2:W:172:LEU:HB3 2.49 0.43
2:Y:158:TYR:CE2 2:Y:163:VAL:HG12 2.53 0.43
2:5:181:ALA:HA 2:5:190:SER:O 2.19 0.43
2:7:108:PHE:CD2 2:7:108:PHE:N 2.75 0.43
3:R:38:TYR:HD2 3:R:48:LEU:HA 1.83 0.43
3:R:133:ASN:O 3:R:134:LYS:HG2 2.19 0.43
3:T:26:SER:HA 3:T:29:ILE:HD12 2.01 0.43
3:X:37:TRP:HB2 3:X:50:ILE:CG1 2.49 0.43
3:7Z:51:SER:OG 3:7:55:ASN:HB3 2.19 0.43
3:4:37:TRP:HB2 3:4:50:ILE:CG1 2.48 0.43
3:4:64:PHE:HD1 3:4:77:ILE:HG12 1.81 0.43
3:4:83:GLU:H 3:4:83:GLU:CD 2.21 0.43
3:4:130:LEU:CD2 3:4:135:ALA:HB2 2.48 0.43
3:6:37: TRP:HB2 3:6:50:ILE:CG1 2.49 0.43
3:0:26:SER:HA 3:0:29:ILE:HD12 2.01 0.43
1:A:383:ARG:HH12 1:C:426:GLU:CD 2.22 0.43
1:B:222:TRP:CD1 1:B:227:SER:HB2 2.54 0.43
1:B:229:ARG:HG2 | 1:B:229:ARG:HH11 1.84 0.43
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:C:155:THR:HB 1:D:143:PRO:HG3 2.01 0.43
1:C:326:LYS:HD3 1:C:328: THR:H 1.83 0.43
1:C:380:LYS:HZ3 1:C:384:VAL:HG23 1.84 0.43
1:C:451: THR:HG22 1:C:455:LEU:HG 2.01 0.43
1:C:454:GLN:NE2 1:C:484:GLY:HA2 2.34 0.43
1:E:180: TRP:CD2 1:E:204:VAL:HG21 2.54 0.43
1:E:463:GLY:HA2 1:F:453:ARG:CG 2.48 0.43
1:F:271:ASP:C 2:W:105:VAL:CG2 2.88 0.43
1:G:298:ASN:OD1 1:G:300:ILE:N 2.42 0.43
1:G:487:ASP:0D2 1:G:490:VAL:HG23 2.18 0.43
1:1:416: THR:HG22 1:1:420:LEU:CD1 2.49 0.43
1:J:85:ASP:0O 1:J:265:SER:HA 2.19 0.43
1:K:9:SER:N 1:K:472:LYS:HZ3 2.17 0.43
1:K:97:CYS:H 1:K:224:ARG:NH1 2.17 0.43
1:L:222: TRP:CH2 1:L:225:GLY:HA2 2.53 0.43
1:1:242:VAL:HG22 1:1L:243:LEU:N 2.34 0.43
2:M:36:TRP:NE1 2:M:70:MET:CE 2.82 0.43
2:0:170:GLY:O 2:0:173: THR:HG23 2.19 0.43
2:Q:33:GLY:C 2:Q:99:VAL:HG13 2.40 0.43
2:5:158:TYR:CE2 2:S5:163:VAL:HG12 2.54 0.43
2:U:206:THR:CG2 2:U:223:LYS:HG2 2.49 0.43
2:Y:33:GLY:C 2:Y:99:VAL:HG13 2.39 0.43
2:1:91:THR:CB 2:1:124:VAL:H 2.32 0.43
2:1:198:PRO:HG2 2:1:201:SER:OG 2.19 0.43
2:3:39:GLN:HG2 2:3:45:LEU:CD2 2.49 0.43
2:3:47TRP:HZ2 2:3:50: TRP:HB2 1.84 0.43
2:3:167:-TRP:HB3 2:3:172:LEU:HB3 2.01 0.43
2:9:55:ASP:0D2 2:9:57:GLN:HB2 2.18 0.43
3:R:118:PRO:HB3 3:R:141:1LE:CG2 2.48 0.43
3:V:5:.THR:HB 3:V:23: THR:0G1 2.19 0.43
3:V:6:GLN:NE2 3:V:105:GLY:H 2.17 0.43
3:V:51:SER:O 3:V:53:ASN:N 2.52 0.43
3:X:174:ASN:ND2 3:X:176:LYS:HB3 2.34 0.43
3:2:5:THR:HB 3:2:23: THR:0G1 2.19 0.43
3:2:118:PRO:HB3 3:2:141:ILE:CG2 2.49 0.43
3:4:37:TRP:CZ3 3:4:90:CYS:HB3 2.54 0.43
3:8:81:GLN:O 3:8:110:VAL:HG11 2.19 0.43
1:B:109:ARG:NH2 1:B:267:ILE:HD13 2.33 0.42
1:B:255:ARG:HG2 | 1:B:255:ARG:HH11 1.83 0.42
1:C:134:GLY:CA 1:C:153: TRP:HB3 2.48 0.42
1:C:220:ARG:HD2 1:C:229:ARG:HG2 2.00 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:463:GLY:C 1:C:465:GLY:H 2.21 0.42
1:D:220:ARG:HD2 1:D:229:ARG:HG2 2.01 0.42
1:D:437:ILE:O 1:D:441:ASP:HB2 2.19 0.42
1:E:29:ILE:H 1:E:434:GLN:HB2 1.83 0.42
1:E:85:ASP:O 1:E:265:SER:HA 2.18 0.42
1:G:222:TRP:CD1 1:G:227:SER:HB2 2.54 0.42
1:H:50:LYS:HD3 1:H:275:ASP:HB2 2.01 0.42
1:H:196:VAL:O 1:H:197:GLN:C 2.57 0.42
1:H:346:MET:HE3 1:H:349:GLY:O 2.19 0.42
1:H:429:VAL:HG12 | 1:H:433:ASN:HD21 1.84 0.42
1:1:101:ASP:O 1:1:103:PRO:HD3 2.19 0.42
1:1:137:ASN:O 1:1:140:LYS:HG3 2.19 0.42
1:1:196: VAL:O 1:1:197:GLN:C 2.58 0.42
1:J:49:GLY:O 1:J:273:PRO:HD2 2.19 0.42
1:J:339:ILE:HG22 1:J:340:GLU:N 2.33 0.42
1:J:405:ARG:HH22 1:K:403:GLU:CD 2.21 0.42
1:K:49:GLY:O 1:K:273:PRO:HD2 2.19 0.42
1:K:102:VAL:HG11 | 1:K:108:LEU:HD23 2.01 0.42
1:K:200:GLY:HA3 1:K:250:ASN:OD1 2.19 0.42
1:L:316:LEU:HD12 1:1:433:ASN:OD1 2.19 0.42
2:Q:51:ILE:CD1 2:QQ:52:ASN:N 2.80 0.42
2:QQ:61:VAL:O 2:Q:65:GLN:HG3 2.19 0.42
2:Q:95:TYR:CE1 2:Q:119:GLY:HA3 2.54 0.42
2:Y:167:TRP:CB 2:Y:172:LEU:HB3 2.49 0.42
2:1:158:TYR:CE2 2:1:163:VAL:HG12 2.54 0.42
2:5:158: TYR:CE2 2:5:163:VAL:HG12 2.54 0.42
2:7:112:PRO:O 2:7:113:MET:C 2.57 0.42
3:N:143:ASP:HA 3:N:176:LYS:CD 2.49 0.42
3:N:153: TRP:CE2 3:N:183:LEU:HD13 2.54 0.42
3:N:195:SER:HB3 3:N:212:ALA:HB2 2.01 0.42
3:V:133:ASN:O 3:V:134:LYS:HG2 2.19 0.42
3:X:123:PHE:O 3:X:137:LEU:HD23 2.19 0.42
3:7:155:ALA:N 3:7:158:SER:O 2.48 0.42
3:7:167:-THR:CG2 3:7:180:SER:H 2.29 0.42
3:8:67:SER:O 3:8:73:ALA:HB1 2.19 0.42
3:8:174:ASN:HD21 3:8:176:LYS:HE3 1.83 0.42
1:B:84: TRP:HZ2 1:B:113:ALA:HA 1.83 0.42
1:B:234: TRP:HE3 1:B:234: TRP:N 2.15 0.42
1:B:388: THR:HG23 1:B:389:ASN:N 2.32 0.42
1:B:409:LEU:HD11 | 1:C:413:VAL:HG21 2.01 0.42
1:D:97:CYS:N 1:D:224:ARG:NH1 2.67 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:D:288:ILE:O 1:D:288:ILE:HG13 2.19 0.42
1:D:295:GLN:HE22 1:D:308: TYR:HB2 1.84 0.42
1:D:423:TYR:CZ 1:D:427:LEU:HD22 2.54 0.42
1:F:380:LYS:HE2 1:F:380:LYS:O 2.18 0.42
1:F:395:1ILE:O 1:F:395:ILE:HG13 2.19 0.42
1:F:471:HIS:HB2 1:F:494:GLU:OE1 2.19 0.42
1:H:103:PRO:HG2 1:H:233: TYR:CE1 2.54 0.42
1:H:200:GLY:HA3 1:H:250:ASN:OD1 2.19 0.42
1:1:268: MET:CE 1:1:282:1LE:HG22 2.49 0.42
1:J:161:TYR:HB2 1:J:196:VAL:HG21 2.01 0.42
1:J:326:LYS:CD 1:J:328: THR:H 2.32 0.42
1:K:114:SER:O 1:K:265:SER:HB2 2.20 0.42
1:K:156:LYS:HD3 1:K:193:SER:O 2.20 0.42
1:K:220:ARG:HD2 1:K:229:ARG:HG2 2.00 0.42
1:K:350: TRP:HB2 1:K:370: THR:HG23 2.00 0.42
2:M:36:TRP:HE1 2:M:70:MET:CE 2.33 0.42
2:M:38:ARG:HB3 2:M:94:TYR:HE1 1.84 0.42
2:M:61:VAL:O 2:M:65:GLN:HG3 2.19 0.42
2:Q:167:-TRP:HB3 2:Q:172:LEU:HB3 2.01 0.42
2:S:9:ALA:HB1 2:5:121:MET:O 2.19 0.42
2:5:32:TYR:CG 2:S5:98:ARG:HD3 2.54 0.42
2:S:208:ILE:HA 2:5:222:LYS:0O 2.19 0.42
2:U:167:-TRP:HB3 2:U:172:LEU:HB3 2.01 0.42
2:W:167:TRP:HB3 2:W:172:LEU:HB3 2.01 0.42
2:5:32: TYR:CG 2:5:98:ARG:HD3 2.53 0.42
2:7:11:VAL:HG13 2:7:123:THR:HB 2.00 0.42
3:R:29:ILE:CD1 3:R:71:THR:HB 2.49 0.42
3:V:29:ILE:CD1 3:V:71.:.THR:HB 2.49 0.42
3:V:153: TRP:CD2 3:V:183:LEU:HD13 2.54 0.42
3:X:195:SER:HB3 3:X:212:ALA:HB2 2.00 0.42
3:2:83:GLU:H 3:2:83:GLU:CD 2.22 0.42
3:4:172:GLN:N 3:4:176:LYS:O 2.48 0.42
3:8:51:SER:O 3:8:53:ASN:N 2.52 0.42
3:8:153: TRP:CB 3:8:183:LEU:HD22 2.50 0.42
3:0:37:TRP:HB2 3:0:50:ILE:CG1 2.50 0.42
1:A:50:LYS:HD3 1:A:275:ASP:HB2 2.01 0.42
1:A:220:ARG:HD2 1:A:229:ARG:HG2 2.01 0.42
1:B:101:ASP:O 1:B:103:PRO:HD3 2.18 0.42
1:E:357:ASN:HB2 1:E:473:CYS:O 2.19 0.42
1:F:152: ASN:HB2 1:F:255:ARG:NH1 2.34 0.42
1:F:161:TYR:HB2 1:F:196:VAL:HG21 2.01 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:G:280:GLU:HB2 1:G:290:ASN:HD21 1.85 0.42
1:H:421: TRP:HA 1:H:421: TRP:CE3 2.53 0.42
1:1:67:ILE:HG13 1:1:105:TYR:CE2 2.53 0.42
1:J:196:VAL:O 1:J:197:GLN:C 2.57 0.42
1:K:234:TRP:CE3 1:K:234:TRP:N 2.82 0.42
1:K:463:GLY:C 1:K:465:GLY:H 2.22 0.42
1:L:97:CYS:N 1:1:224:ARG:NH1 2.66 0.42
2:M:148: THR:HA 2:M:199:SER:N 2.29 0.42
2:0:98:ARG:HG2 2:0:98:ARG:NH1 2.32 0.42
2:0:129: THR:HG22 2:0:160:PRO:CD 2.45 0.42
2:Q:108:PHE:H 2:Q:108:PHE:HD2 1.59 0.42
2:Q:208:ILE:HA 2:Q:222:LYS:O 2.20 0.42
2:S:61:VAL:O 2:5:65:GLN:HG3 2.20 0.42
2:U:61:VAL:O 2:U:65:GLN:HG3 2.19 0.42
2:W:36:TRP:NE1 2:W:70:MET:CE 2.82 0.42
2:W:44:GLY:HA2 3:X:89:TYR:OH 2.19 0.42
2:Y:34:LEU:HD22 2:Y:35:SER:H 1.85 0.42
2:Y:155:VAL:CG2 2:Y:191:LEU:HG 2.49 0.42
2:5:129: THR:HG22 2:5:160:PRO:CD 2.44 0.42
2:5:208:ILE:HA 2:5:222:LYS:O 2.20 0.42
2:5:212:ASN:HB2 2:5:219:LYS:HD3 2.00 0.42
2:7:44:GLY:HA2 3:8:89:TYR:CZ 2.55 0.42
2:7:206: THR:HG21 2:7:223:LYS:CE 2.33 0.42
2:9:105:VAL:HG12 2:9:107:GLY:O 2.20 0.42
3:N:7:PRO:HA 3:N:8:PRO:HD3 1.93 0.42
3:N:45:ALA:HA 3:N:46:PRO:HD3 1.92 0.42
3:N:115:LYS:HG2 3:N:146:PRO:HD3 2.01 0.42
3:N:174:ASN:O 3:N:175:ASN:HB2 2.19 0.42
3:T:174:ASN:O 3:T:175:ASN:HB2 2.20 0.42
3:V:24:GLY:O 3:V:29:ILE:HD11 2.19 0.42
3:X:12:GLY:CA 3:X:111:LEU:HD13 2.49 0.42
3:X:37: TRP:CH2 3:X:90:CYS:HB3 2.54 0.42
3:2:130:LEU:CD2 3:2:135:ALA:HB2 2.49 0.42
3:4:5:THR:HB 3:4:23: THR:0G1 2.19 0.42
3:4:6:GLN:NE2 3:4:105:GLY:H 2.17 0.42
3:4:29:ILE:CD1 3:4:71:THR:HB 2.49 0.42
3:4:113:GLN:HG3 3:4:175:ASN:ND2 2.34 0.42
3:6:33:TYR:O 3:6:34:ALA:C 2.57 0.42
3:6:133:ASN:O 3:6:134:LYS:HG2 2.19 0.42
3:0:51:SER:OG 3:0:55:ASN:HB3 2.18 0.42
1:A:111:LEU:HD12 1:A:111:LEU:C 2.39 0.42
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:A:423:TYR:CE2 1:B:424:ASN:HB3 2.55 0.42
1:B:50:LYS:HD3 1:B:275:ASP:HB2 2.00 0.42
1:C:29:ILE:H 1:C:434:GLN:HB2 1.84 0.42
1:C:49:GLY:HA2 1:C:285:ASN:O 2.19 0.42
1:C:109:ARG:HG2 | 1:C:109:ARG:HH11 1.85 0.42
1:C:110:SER:OG 1:C:393:HIS:NE2 2.48 0.42
1:C:131: THR:HG22 1:C:132:GLN:N 2.34 0.42
1:C:190:GLU:O 1:C:194:LEU:HD13 2.19 0.42
1:D:376:GLN:HB2 1:D:439:LEU:HD11 2.01 0.42
1:D:401:GLU:OE1 1:D:401:GLU:N 2.51 0.42
1:F:15:LEU:HD22 1:F:448:PHE:HA 2.01 0.42
1:F:311:GLN:HG2 1:F:426:GLU:OE1 2.19 0.42
1:G:388: THR:HG23 1:G:389:ASN:N 2.33 0.42
1:G:421:TRP:HA 1:G:421:TRP:CE3 2.53 0.42
1:1:251:LEU:HD12 1:1:252:ILE:N 2.32 0.42
1:K:102:VAL:HG22 1:K:232:ILE:CB 2.45 0.42
1:L:50:LYS:HD3 1:L:275:ASP:HB2 2.01 0.42
1:L:83:THR:O 1:L:84:TRP:HB3 2.20 0.42
2:M:129:THR:HG22 2:M:160:PRO:CD 2.46 0.42
2:0:4:LEU:HA 2:0:23:GLN:O 2.19 0.42
2:Q:105:VAL:HG12 2:Q:107:GLY:O 2.20 0.42
2:Q:109:HIS:O 3:R:93: TYR:CE2 2.73 0.42
2:S5:44:GLY:HA2 3:T:89:TYR:CZ 2.54 0.42
2:U:47:TRP:HZ2 2:U:50: TRP:HB2 1.84 0.42
2:U:158:TYR:CE2 2:U:163:VAL:HG12 2.54 0.42
2:W:122:VAL:HG23 2:W:123: THR:N 2.34 0.42
2:W:158:TYR:CE2 | 2:W:163:VAL:HG12 2.54 0.42
2:Y:39:GLN:HE21 2:Y:45:LEU:HD23 1.84 0.42
2:Y:108:PHE:H 2:Y:108:PHE:HD2 1.61 0.42
2:1:167:-TRP:HB3 2:1:172:LEU:HB3 2.01 0.42
2:5:34:LEU:N 2:5:99:VAL:HG13 2.34 0.42
2:9:158:TYR:CE2 2:9:163:VAL:HG12 2.55 0.42
2:9:167:-TRP:HB3 2:9:172:LEU:HB3 2.01 0.42
2:9:208:ILE:HA 2:9:222:LYS:O 2.19 0.42
3:N:26:SER:HA 3:N:29:ILE:HD12 2.00 0.42
3:N:172:GLN:HE21 3:N:176:LYS:NZ 2.18 0.42
3:P:26:SER:HA 3:P:29:.ILE:HD12 2.02 0.42
3:T:123:PHE:O 3:T:137:LEU:HD23 2.20 0.42
3:T:158:SER:HA 3:T:159:PRO:HD3 1.86 0.42
3:T:172:GLN:N 3:T:176:LYS:O 2.49 0.42
3:V:7:PRO:HA 3:V:8:PRO:HD3 1.93 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:V:83:GLU:CD 3:V:83:GLU:H 2.22 0.42
3:V:91:GLN:HB2 3:V:102:PHE:CE2 2.55 0.42
3:V:118:PRO:HB3 3:V:141:1LE:CG2 2.49 0.42
3:7:174:ASN:HD21 3:7:176:LYS:HE3 1.84 0.42
3:2:174:ASN:HD21 3:2:176:LYS:HE3 1.83 0.42
3:4:115:LYS:HG2 3:4:146:PRO:HD3 2.02 0.42
3:6:80:LEU:HD11 3:6:108:LEU:HD21 2.00 0.42
3:0:174:ASN:O 3:0:175:ASN:HB2 2.20 0.42
1:A:156:LYS:HD?2 1:A:196:VAL:CG2 2.45 0.42
1:A:470: TYR:CE2 1:A:499:ARG:HA 2.54 0.42
1:C:185:PRO:O 1:C:217:ILE:HA 2.18 0.42
1:D:311:GLN:HG2 1:D:426:GLU:OE1 2.19 0.42
1:E:203: THR:HG23 1:E:212: THR:OG1 2.20 0.42
1:F:137:ASN:O 1:F:140:LYS:HG3 2.20 0.42
1:G:384:VAL:HG21 | 1:G:428:LEU:HD11 2.02 0.42
1:G:427:LEU:O 1:G:431:LEU:HD12 2.19 0.42
1:H:326:LYS:CD 1:H:328: THR:H 2.32 0.42
1:J:382:ASN:O 1:J:385:ILE:O 2.37 0.42
1:J:414:GLU:O 1:J:418:ILE:HG13 2.20 0.42
1:J:421: TRP:HA 1:J:421:TRP:CE3 2.53 0.42
1:K:152:ASN:HB2 1:K:255:ARG:NH1 2.34 0.42
1:K:161:TYR:HB2 1:K:196:VAL:HG21 2.02 0.42
2:M:108:PHE:HB2 2:M:111:TYR:HE2 1.80 0.42
2:M:182:VAL:O 2:M:189:TYR:HA 2.20 0.42
2:M:208:1LE:HA 2:M:222:LYS:O 2.20 0.42
2:0:33:GLY:C 2:0:99:VAL:HG13 2.39 0.42
2:0:206:THR:CG2 2:0:223:LYS:HG2 2.50 0.42
2:S:108:PHE:H 2:S:108:PHE:HD2 1.60 0.42
2:S5:118:GLN:H 2:S:118:GLN:HG3 1.55 0.42
2:U:32:TYR:CG 2:U:98:ARG:HD3 2.54 0.42
2:3:14:PRO:HD2 2:3:126:SER:HA 2.01 0.42
2:3:167:TRP:CB 2:3:172:LEU:HB3 2.48 0.42
2:7:182:VAL:O 2:7:189:TYR:HA 2.19 0.42
2:9:155:VAL:CG2 2:9:191:LEU:HG 2.49 0.42
3:N:118:PRO:HB3 3:N:141:1ILE:CG2 2.50 0.42
3:N:133:ASN:O 3:N:134:LYS:HG2 2.19 0.42
3:R:51:SER:O 3:R:53:ASN:N 2.53 0.42
3:V:174:ASN:O 3:V:175:ASN:HB2 2.20 0.42
3:7:33:TYR:O 3:7:34:ALA:C 2.57 0.42
3:4:122:LEU:HD13 3:4:198:CYS:HB2 2.00 0.42
3:6:37:" TRP:CH2 3:6:90:CYS:HB3 2.54 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:6:81:GLN:O 3:6:110:VAL:HG11 2.19 0.42
3:6:155:ALA:N 3:6:158:SER:O 2.48 0.42
3:8:37:TRP:CH2 3:8:90:CYS:HB3 2.55 0.42
3:8:123:PHE:O 3:8:137:LEU:HD23 2.19 0.42
1:A:134:GLY:CA 1:A:153: TRP:HB3 2.50 0.42
1:A:222:TRP:CD1 1:A:227:SER:HB2 2.53 0.42
1:A:376:GLN:HB2 1:A:439:LEU:HD11 2.01 0.42
1:C:85:ASP:0O 1:C:265:SER:HA 2.20 0.42
1:C:141:ARG:NH1 1:C:141:ARG:HB2 2.34 0.42
1:C:143:PRO:HG3 1:D:155:THR:HB 1.99 0.42
1:C:183:HIS:ND1 1:C:184:HIS:N 2.68 0.42
1:C:421: TRP:HA 1:C:421:TRP:CE3 2.54 0.42
1:D:103:PRO:HG2 1:D:233:TYR:CE1 2.54 0.42
1:E:307:LYS:HE2 1:E:421: TRP:CZ2 2.54 0.42
1:E:451: THR:HG22 1:E:455:LEU:HG 2.01 0.42
1:G:83: THR:O 1:G:84: TRP:HB3 2.20 0.42
1:H:470: TYR:CE2 1:H:499:ARG:HA 2.54 0.42
1:1:439:LEU:HD23 1:1:440: THR:N 2.34 0.42
1:J:143:PRO:HG2 1:J:144:GLY:H 1.84 0.42
1:J:326:LYS:HD3 1:J:328: THR:H 1.84 0.42
1:1:49:GLY:O 1:L:273:PRO:HD2 2.19 0.42
1:L:437:1LE:O 1:1:441:ASP:HB2 2.20 0.42
2:0:181:ALA:HA 2:0:190:SER:O 2.20 0.42
2:U:2:VAL:HG12 2:U:25:SER:O 2.19 0.42
2:W:61:VAL:O 2:W:65:GLN:HG3 2.19 0.42
2:W:155:VAL:HG23 2:W:155:VAL:O 2.20 0.42
2:W:210:ASN:N 2:W:210:ASN:HD22 2.17 0.42
2:Y:182:VAL:CG1 3:7:182:TYR:HD2 2.32 0.42
2:1:36:TRP:NE1 2:1:70:MET:CE 2.83 0.42
2:5:38:ARG:HB3 2:5:94:TYR:HE1 1.84 0.42
2:5:179:PHE:HA 2:5:180:PRO:HD3 1.95 0.42
2:7:155:VAL:HG23 2:7:155:VAL:O 2.20 0.42
2:7:181:ALA:HA 2:7:190:SER:O 2.19 0.42
3:N:37:TRP:CH2 3:N:90:CYS:HB3 2.54 0.42
3:N:123:PHE:O 3:N:137:LEU:HD23 2.19 0.42
3:P:123:PHE:O 3:P:137:LEU:HD23 2.20 0.42
3:R:37:TRP:CZ3 3:R:90:CYS:HB3 2.54 0.42
3:R:81:GLN:O 3:R:110:VAL:HG11 2.19 0.42
3:R:174:ASN:O 3:R:175:ASN:HB2 2.19 0.42
3:V:37:.TRP:HB2 3:V:50:ILE:CG1 2.50 0.42
3:V:172:GLN:HE21 3:V:176:LYS:NZ 2.18 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:V:195:SER:HB3 3:V:212:ALA:HB2 2.02 0.42
3:4:33:'TYR:O 3:4:34:ALA:C 2.57 0.42
3:8:5:THR:HB 3:8:23: THR:OG1 2.18 0.42
3:0:113:GLN:HG3 3:0:175:ASN:HD21 1.84 0.42
3:0:143:ASP:HA 3:0:176:LYS:CD 2.49 0.42
1:A:103:PRO:HD2 1:A:232:ILE:O 2.19 0.42
1:A:114:SER:HA 1:A:265:SER:O 2.19 0.42
1:B:114:SER:O 1:B:265:SER:HB2 2.20 0.42
1:C:220:ARG:HB2 1:C:221:PRO:CD 2.49 0.42
1:C:251:LEU:HD12 1:C:252:1LE:N 2.32 0.42
1:C:326:LYS:CD 1:C:328: THR:H 2.33 0.42
1:D:339:ILE:HG22 1:D:340:GLU:N 2.34 0.42
1:E:322:ASN:O 1:E:324:PRO:HD3 2.20 0.42
1:F:326:LYS:HD3 1:F:327:GLN:H 1.85 0.42
1:G:326:LYS:CD 1:G:328:THR:H 2.33 0.42
1:H:97:CYS:H 1:H:224:ARG:NH1 2.18 0.42
1:H:147:PHE:CG 1:H:148:PHE:N 2.88 0.42
1:H:414:GLU:O 1:H:418:ILE:HG13 2.19 0.42
1:H:416: THR:HG22 | 1:H:420:LEU:HD11 2.01 0.42
1:1:222:TRP:CH2 1:1:225:GLY:HA2 2.54 0.42
1:J:131: THR:HG22 1:J:132:GLN:N 2.35 0.42
1:J:268:MET:SD 1:J:284:PRO:HG3 2.59 0.42
1:K:301: THR:HB 1:K:305:CYS:SG 2.60 0.42
1:1L:49:GLY:HA2 1:L:285:ASN:O 2.19 0.42
1:L:111:LEU:HD12 1:L:111:LEU:C 2.40 0.42
2:Q:98:ARG:HG2 2:Q:98:ARG:NH1 2.33 0.42
2:Q:206: THR:CG2 2:Q:223:LYS:HG2 2.49 0.42
2:5:39:GLN:HE21 2:S:45:LEU:HD23 1.85 0.42
2:5:99:VAL:HA 2:S:111:TYR:CD1 2.55 0.42
2:W:24:VAL:HG23 2:W:77:ASN:O 2.20 0.42
2:W:161:GLU:HA 2:W:162:PRO:HA 1.77 0.42
2:1:206: THR:CG2 2:1:223:LYS:HG2 2.49 0.42
2:3:36:TRP:NE1 2:3:70:MET:CE 2.83 0.42
2:7:91:THR:HB 2:7:124:VAL:N 2.35 0.42
2:7:158:TYR:CE2 2:7:163:VAL:HG12 2.54 0.42
2:7:170:GLY:O 2:7:173: THR:HG23 2.19 0.42
3:N:5:.THR:HB 3:N:23: THR:0G1 2.20 0.42
3:P:80:LEU:HD11 3:P:108:LEU:HD21 2.02 0.42
3:X:174:ASN:O 3:X:175:ASN:HB2 2.19 0.42
3:2:33:TYR:O 3:2:34:ALA:C 2.58 0.42
3:2:110:VAL:HG23 3:2:110:VAL:O 2.19 0.42
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
3:2:122:LEU:HD13 3:2:198:CYS:HB2 2.00 0.42
3:4:51:SER:O 3:4:53:ASN:N 2.52 0.42
3:4:195:SER:HB3 3:4:212:ALA:HB2 2.01 0.42
3:6:83:GLU:CD 3:6:83:GLU:H 2.23 0.42
3:8:37: TRP:HB2 3:8:50:ILE:CG1 2.50 0.42
3:8:122:LEU:HD13 3:8:198:CYS:HB2 2.00 0.42
3:0:23: THR:HG22 3:0:72:SER:CB 2.49 0.42
3:0:24:GLY:O 3:0:29:ILE:HD11 2.20 0.42
1:A:203: THR:HG23 | 1:A:212:THR:0G1 2.20 0.42
1:A:273:PRO:HB3 2:M:110:TYR:CD1 2.54 0.42
1:C:191:GLN:NE2 1:C:198:ALA:O 2.53 0.42
1:C:243:LEU:HD12 1:C:244:VAL:N 2.33 0.42
1:D:229:ARG:HG2 | 1:D:229:ARG:HH11 1.84 0.42
1:E:196:VAL:O 1:E:197:GLN:C 2.58 0.42
1:E:416: THR:HG22 1:E:420:LEU:CD1 2.50 0.42
1:G:183:HIS:ND1 1:G:184:HIS:N 2.67 0.42
1:H:29:ILE:HA 1:1:380:LYS:HZ1 1.84 0.42
1:H:222: TRP:CD1 1:H:227:SER:HB2 2.55 0.42
1:H:264:LYS:HB3 1:H:392:PHE:CG 2.55 0.42
1:1:474:ASP:O 1:1:477.:CYS:HB3 2.20 0.42
1:J:15:LEU:HD22 1:J:448:PHE:HA 2.01 0.42
1:J:327:GLN:HG3 1:J:329:ARG:NE 2.28 0.42
1:1:433:ASN:O 1:1L:437:1ILE:HG13 2.20 0.42
2:M:36:TRP:HE1 2:M:70:-MET:-HE2 1.85 0.42
2:0:39:GLN:HE21 2:0:45:LEU:HD23 1.85 0.42
2:0:44:GLY:HA2 3:P:89:TYR:CZ 2.55 0.42
2:0:61:VAL:O 2:0:65:GLN:HG3 2.19 0.42
2:0:118:GLN:H 2:0:118:GLN:HG3 1.56 0.42
2:0:161:GLU:HA 2:0:162:PRO:HA 1.77 0.42
2:1:36:TRP:HE1 2:1:70:MET:CE 2.32 0.42
2:5:194:VAL:HG21 3:6:140:LEU:CD1 2.49 0.42
2:7:40:ALA:HA 2:7:92:ALA:CB 2.50 0.42
2:7:108:PHE:H 2:7:108:PHE:HD2 1.61 0.42
2:7:155:VAL:CG2 2:7:191:.LEU:HG 2.49 0.42
2:7:198:PRO:HG2 2:7:201:SER:OG 2.20 0.42
3:N:80:LEU:HD11 3:N:108:LEU:HD21 2.02 0.42
3:N:118:PRO:HB2 3:N:207:VAL:HG11 2.02 0.42
3:P:143:ASP:HA 3:P:176:LYS:CD 2.50 0.42
3:R:174:ASN:ND2 3:R:176:LYS:HB3 2.34 0.42
3:V:37:.TRP:CH2 3:V:90:CYS:HB3 2.54 0.42
3:X:37:TRP:CZ3 3:X:90:CYS:HB3 2.54 0.42
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:2:37:'TRP:HB2 3:2:50:ILE:CG1 2.50 0.42
3:4:81:GLN:O 3:4:110:VAL:HG11 2.20 0.42
3:4:91:GLN:HB2 3:4:102:PHE:CE2 2.54 0.42
3:4:174:ASN:O 3:4:175:ASN:HB2 2.20 0.42
3:8:29:ILE:CD1 3:8:71:THR:HB 2.49 0.42
3:8:47:LYS:HG2 3:8:48:LEU:N 2.35 0.42
1:A:246:ASN:HD22 1:C:219:SER:HB3 1.85 0.42
1:A:451: THR:HG22 1:A:455:LEU:HG 2.01 0.42
1:B:251:LEU:HD12 1:B:252:1LE:N 2.32 0.42
1:C:97:CYS:H 1:C:224:ARG:NH1 2.18 0.42
1:C:229:ARG:HG2 | 1:C:229:ARG:HH11 1.85 0.42
1:C:346:MET:HE3 1:C:349:GLY:O 2.18 0.42
1:E:241:ASP:OD1 1:E:242:VAL:N 2.53 0.42
1:E:470: TYR:CE2 1:E:499:ARG:HA 2.54 0.42
1:F:49:GLY:O 1:F:273:PRO:HD2 2.20 0.42
1:G:50:LYS:HD3 1:G:275:ASP:HB2 2.01 0.42
1:H:416: THR:HG22 1:H:420:LEU:CD1 2.49 0.42
1:1:147:PHE:CG 1:1:148:PHE:N 2.88 0.42
1:J:372:ALA:O 1:J:376:GLN:HG3 2.20 0.42
1:J:439:LEU:HD12 1:L:30: THR:HG22 2.02 0.42
1:J:451: THR:HG22 1:J:455:LEU:HG 2.01 0.42
2:M:33:GLY:C 2:M:99:VAL:HG13 2.40 0.42
2:M:47:TRP:HZ2 2:M:50: TRP:HB2 1.84 0.42
2:0:182:VAL:O 2:0:189: TYR:HA 2.19 0.42
2:Q:158:TYR:CE2 | 2:Q:163:VAL:HG12 2.54 0.42
2:5:36: TRP:NE1 2:5:70:MET:HE1 2.35 0.42
2:5:170:GLY:O 2:5:173:THR:HG23 2.19 0.42
2:W:208:1LE:HA 2:W:222:LYS:O 2.20 0.42
2:Y:170:GLY:O 2:Y:173: THR:HG23 2.20 0.42
2:1:2:VAL:HG12 2:1:25:SER:O 2.20 0.42
2:3:172:LEU:CD2 2:3:195:VAL:HG11 2.46 0.42
2:7:55:ASP:0D2 2:7:57:GLN:HB2 2.19 0.42
2:7:148: THR:CG2 2:7:198:PRO:HA 2.50 0.42
2:7:206:THR:CG2 2:7:223:LYS:HG2 2.50 0.42
2:9:32:TYR:CG 2:9:98:ARG:HD3 2.55 0.42
2:9:99:VAL:HB 2:9:111:TYR:CZ 2.54 0.42
3:P:195:SER:HB3 3:P:212:ALA:HB2 2.01 0.42
3:R:115:LYS:HG2 3:R:146:PRO:HD3 2.00 0.42
3:8:153: TRP:CD2 3:8:183:LEU:HD13 2.55 0.42
3:8:174:ASN:ND2 3:8:176:LYS:HB3 2.35 0.42
1:A:49:GLY:O 1:A:273:PRO:HD2 2.20 0.42

Continued on next page...




Page 185

Full wwPDB X-ray Structure Validation Report

3SWHE

Continued from previous page...

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

1:B:111:LEU:HD12 1:B:111:LEU:C 2.40 0.42
1:B:339:1ILE:HG22 1:B:340:GLU:N 2.35 0.42
1:C:15:LEU:HD22 1:C:448:PHE:HA 2.01 0.42
1:C:143:PRO:HG2 1:D:155: THR:HG21 2.02 0.42
1:C:320:MET:HG2 1:C:321:ARG:N 2.35 0.42
1:D:326:LYS:HD3 1:D:328: THR:H 1.84 0.42
1:D:470: TYR:CE2 1:D:499:ARG:HA 2.55 0.42
1:E:220:ARG:HB2 1:E:221:PRO:CD 2.50 0.42
1:E:223:VAL:CG1 1:F:207:ARG:HG3 2.50 0.42
1:F:474:ASP:O 1:F:477:CYS:HB3 2.20 0.42
1:H:111:LEU:HD12 1:H:111:LEU:C 2.41 0.42
1:J:44:GLN:HG2 1:J:288:ILE:HD12 2.01 0.42
1:J:141:ARG:NH1 1:J:141:ARG:HB2 2.35 0.42
1:J:203: THR:HG23 1:J:212:THR:OG1 2.20 0.42
1:1:220:ARG:HB2 1:L:221:PRO:CD 2.50 0.42
1:1:293:PRO:C 1:L:306:PRO:HB3 2.40 0.42
2:M:24:VAL:HG23 2:M:77:ASN:O 2.20 0.42
2:M:206: THR:CG2 2:M:223:LYS:HG2 2.50 0.42
2:Q:2:VAL:HG12 2:Q:25:SER:O 2.19 0.42
2:Q:179:PHE:CZ 3:R:140:LEU:HB3 2.55 0.42
2:U:61:VAL:HG12 2:U:63:LYS:N 2.25 0.42
2:U:98:ARG:HG2 2:U:98:ARG:NH1 2.35 0.42
2:U:118:GLN:H 2:U:118:GLN:HG3 1.61 0.42
2:W:36:TRP:HE1 2:W:70:MET:CE 2.33 0.42
2:W:39:GLN:HE21 2:W:45:LEU:HD23 1.85 0.42
2:W:148: THR:CG2 2:W:198:PRO:HA 2.50 0.42
2:Y:105:VAL:HG12 2:Y:107:GLY:O 2.20 0.42
2:Y:167:TRP:HB3 2:Y:172:.LEU:HB3 2.01 0.42
2:Y:198:PRO:HG2 2:Y:201:SER:OG 2.20 0.42
2:1:105:VAL:HG12 2:1:107:GLY:O 2.20 0.42
2:1:208:ILE:HA 2:1:222:LYS:O 2.19 0.42
2:3:24:VAL:HG23 2:3:77:ASN:O 2.20 0.42
2:3:155:VAL:HG23 2:3:155:VAL:O 2.20 0.42
2:5:60:TYR:CE1 2:5:70:MET:HG2 2.43 0.42
2:7:61:VAL:O 2:7:65:GLN:HG3 2.20 0.42
3:N:174:ASN:HD21 3:N:176:LYS:HE3 1.84 0.42
3:P:47:LYS:HG2 3:P:48:LEU:N 2.35 0.42
3:R:26:SER:HA 3:R:29:ILE:HD12 2.02 0.42
3:R:47:LYS:HG2 3:R:48:LEU:N 2.35 0.42
3:R:172:GLN:N 3:R:176:LYS:O 2.49 0.42
3:T:29:ILE:CD1 3:T:71:.THR:HB 2.50 0.42

Continued on next page...



Page 186

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

3:T:37:TRP:HB2 3:T:50:ILE:CG1 2.50 0.42
3:V:153: TRP:CB 3:V:183:LEU:HD22 2.50 0.42
3:7Z:118:PRO:HB2 3:7:207:-VAL:HG11 2.02 0.42
3:7:174:ASN:ND2 3:7:176:LYS:HB3 2.34 0.42
3:4:153: TRP:CD2 3:4:183:LEU:HD13 2.55 0.42
3:6:123:PHE:O 3:6:137:LEU:HD23 2.20 0.42
3:6:174:ASN:ND2 3:6:176:LYS:HB3 2.35 0.42
3:8:115:LYS:HG2 3:8:146:PRO:HD3 2.02 0.42
3:8:167:THR:CG2 3:8:180:SER:H 2.29 0.42
3:0:153: TRP:CD2 3:0:183:LEU:HD13 2.55 0.42
1:A:27:LYS:HZ3 1:B:383:ARG:HD3 1.85 0.41
1:A:101:ASP:O 1:A:103:PRO:HD3 2.19 0.41
1:B:152:ASN:HB2 1:B:255:ARG:NH1 2.35 0.41
1:B:288:1LE:O 1:B:288:ILE:HG13 2.20 0.41
1:B:376: GLN:HB2 1:B:439:LEU:HD11 2.02 0.41
1:B:451: THR:HG22 1:B:455:LEU:HG 2.02 0.41
1:B:474:ASP:O 1:B:477:CYS:HB3 2.20 0.41
1:D:429:VAL:HG12 | 1:D:433:ASN:HD21 1.85 0.41
1:E:161:TYR:HB2 1:E:196:VAL:HG21 2.01 0.41
1:E:176:LYS:HD3 1:E:178:TYR:OH 2.20 0.41
1:E:401:GLU:OE1 1:E:401:GLU:N 2.53 0.41
1:E:495:ALA:O 1:E:499:ARG:HG3 2.19 0.41
1:F:292:LYS:HB3 1:F:293:PRO:HD2 2.02 0.41
1:F:437:ILE:O 1:F:441:ASP:HB2 2.19 0.41
1:G:84: TRP:HZ2 1:G:113:ALA:HA 1.85 0.41
1:G:192:THR:HG22 | 1:G:198:ALA:HB2 2.02 0.41
1:G:255:ARG:HG2 | 1:G:255:ARG:HH11 1.85 0.41
1:H:49:GLY:HA2 1:H:285:ASN:O 2.19 0.41
1:H:229:ARG:HG2 | 1:H:229:ARG:HH11 1.84 0.41
1:1:15:LEU:HD22 1:1:448:PHE:HA 2.01 0.41
1:1:229:ARG:HG2 1:1:229:ARG:HH11 1.85 0.41
1:1:272:ALA:N 2:3:105:VAL:HG23 2.35 0.41
1:J:98:TYR:OH 1:J:228:SER:HB2 2.20 0.41
1:J:280:GLU:HB2 1:J:290:ASN:HD21 1.85 0.41
1:K:114:SER:HA 1:K:265:SER:O 2.20 0.41
1:1:141:ARG:HB2 1:1:141:ARG:NH1 2.35 0.41
1:L:196:VAL:O 1:L:197:GLN:C 2.57 0.41
1:L:335:ILE:CG1 1:L:354:ARG:HB3 2.50 0.41
2:M:158:TYR:CE2 | 2:M:163:VAL:HG12 2.55 0.41
2:Q:34:LEU:HD22 2:Q:35:SER:H 1.82 0.41
2:Q:62:LYS:NZ 3:R:97:LEU:HD13 2.35 0.41
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2:U:36:TRP:HE1 2:U:70:MET:CE 2.33 0.41
2:U:208:1LE:HA 2:U:222:LYS:0O 2.20 0.41
2:Y:161:GLU:HA 2:Y:162:PRO:HA 1.76 0.41
2:1:170:GLY:O 2:1:173:THR:HG23 2.19 0.41
2:3:105:VAL:HG12 2:3:107:GLY:O 2.20 0.41
2:5:155:VAL:HG23 2:5:155:VAL:O 2.20 0.41
2:5:210:ASN:N 2:5:210:ASN:HD22 2.17 0.41
2:9:112:PRO:HB3 3:0:36:HIS:CE1 2.55 0.41
2:9:206: THR:CG2 2:9:223:LYS:HG2 2.50 0.41
3:R:83:GLU:CD 3:R:83:GLU:H 2.22 0.41
3:R:118:PRO:HB2 3:R:207:VAL:HG11 2.02 0.41
3:R:167:THR:CG2 3:R:180:SER:H 2.28 0.41
3:T:83:GLU:CD 3:T:83:GLU:H 2.23 0.41
3:T:153: TRP:CD2 3:T:183:LEU:HD13 2.55 0.41
3:X:172:GLN:HE21 3:X:176:LYS:NZ 2.18 0.41
3:7:26:SER:HA 3:7:29:1ILE:HD12 2.02 0.41
3:2:174:ASN:ND2 3:2:176:LYS:HB3 2.35 0.41
3:4:26:SER:HA 3:4:29:1LE:HD12 2.02 0.41
3:4:174:ASN:ND2 3:4:176:LYS:HB3 2.35 0.41
3:6:51:SER:O 3:6:53:ASN:N 2.52 0.41
3:8:23: THR:HG22 3:8:72:SER:CB 2.48 0.41
3:0:174:ASN:ND2 3:0:176:LYS:HB3 2.34 0.41
1:A:137:ASN:O 1:A:140:LYS:HG3 2.20 0.41
1:A:322:ASN:O 1:A:324:PRO:HD3 2.20 0.41
1:C:152:ASN:HB2 1:C:255:ARG:NH1 2.34 0.41
1:E:451: THR:HB 1:E:467:PHE:CE2 2.55 0.41
1:F:463:GLY:C 1:F:465:GLY:H 2.23 0.41
1:G:50:LYS:HG2 1:G:273:PRO:HG2 2.01 0.41
1:G:102:VAL:HG22 1:G:232:ILE:CB 2.47 0.41
1:G:203:THR:HG23 | 1:G:212:THR:OG1 2.19 0.41
1:G:335:ILE:CG1 1:G:354:ARG:HB3 2.50 0.41
1:H:143:PRO:HG2 1:H:144:GLY:H 1.85 0.41
1:J:288:ILE:O 1:J:288:ILE:HG13 2.20 0.41
1:J:326:LYS:NZ 1:J:341:ASN:ND2 2.68 0.41
1:J:395:1LE:O 1:J:395:1ILE:HG13 2.19 0.41
1:J:487:ASP:0D2 1:J:490:VAL:HG23 2.19 0.41
1:L:418:ILE:HG13 1:L:418:ILE:H 1.70 0.41
2:M:116:TRP:N 2:M:116:TRP:CD1 2.88 0.41
2:0:105:VAL:HG12 2:0:107:GLY:O 2.19 0.41
2:Q:99:VAL:HB 2:Q:111:TYR:CE1 2.55 0.41
2:QQ:206: THR:HG21 2:Q:223:LYS:CE 2.34 0.41
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2:U:210:ASN:N 2:U:210:ASN:HD22 2.19 0.41
2:W:182:VAL:O 2:W:189:TYR:HA 2.20 0.41
2:Y:179:PHE:CE2 3:7:140:LEU:HB3 2.55 0.41
2:Y:180:PRO:O 3:72:167: THR:HG21 2.19 0.41
2:1:98:ARG:HG2 2:1:98:ARG:NH1 2.34 0.41
2:3:99:VAL:HB 2:3:111:TYR:CZ 2.56 0.41
2:5:24:-VAL:HG23 2:5:77:ASN:O 2.19 0.41
2:9:34:LEU:HD22 2:9:35:SER:N 2.34 0.41
2:9:198:PRO:HG2 2:9:201:SER:OG 2.20 0.41
2:9:210:ASN:N 2:9:210:ASN:HD22 2.17 0.41
3:N:153: TRP:CB 3:N:183:LEU:HD22 2.50 0.41
3:R:33:TYR:O 3:R:34:ALA:C 2.58 0.41
3:R:195:SER:HB3 3:R:212:ALA:HB2 2.02 0.41
3:X:133:ASN:HA 3:X:187:PRO:HG2 2.03 0.41
3:7:51:SER:O 3:7:53:ASN:N 2.53 0.41
3:7:153: TRP:CB 3:7:183:LEU:HD22 2.50 0.41
3:2:47:LYS:HG2 3:2:48:LEU:N 2.35 0.41
3:2:165:GLU:HG2 3:2:165:GLU:H 1.75 0.41
3:8:118:PRO:HB3 3:8:141:ILE:CG2 2.49 0.41
3:0:12:GLY:CA 3:0:111:LEU:HD13 2.50 0.41
3:0:83:GLU:CD 3:0:83:GLU:H 2.22 0.41
3:0:123:PHE:O 3:0:137:LEU:HD23 2.20 0.41
1:A:96:ASN:CA 1:A:224:ARG:HH11 2.32 0.41
1:B:221:PRO:HD3 1:C:244:VAL:CB 2.45 0.41
1:B:416:THR:HG22 | 1:B:420:LEU:HD11 2.02 0.41
1:C:61:GLY:O 1:C:62:ILE:C 2.58 0.41
1:C:487:ASP:0OD2 1:C:490:VAL:HG23 2.20 0.41
1:D:15:LEU:HD22 1:D:448:PHE:HA 2.02 0.41
1:D:176:LYS:HD3 1:D:178:TYR:OH 2.21 0.41
1:D:212: THR:HG21 1:F:216:ASN:CG 2.40 0.41
1:F:131: THR:HG22 1:F:132:GLN:N 2.35 0.41
1:F:196:VAL:O 1:F:197:GLN:C 2.57 0.41
1:H:255:ARG:HG2 | 1:H:255:ARG:HH11 1.85 0.41
1:1:356: GLN:OE1 1:1:361: THR:HG22 2.20 0.41
1:1:436: THR:O 1:1:440: THR:HG23 2.20 0.41
1:J:222: TRP:CH2 1:J:225:GLY:HA2 2.55 0.41
1:K:111:LEU:HD12 1:K:111:LEU:C 2.41 0.41
1:L:326:LYS:HD3 1:L:328:THR:H 1.85 0.41
2:M:2:VAL:HG12 2:M:25:SER:O 2.20 0.41
2:M:30:THR:HB 2:M:54:TYR:CD2 2.56 0.41
2:M:105:VAL:HG12 2:M:107:GLY:O 2.20 0.41
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2:0:40:ALA:HA 2:0:92:ALA:CB 2.50 0.41
2:0:208:ILE:HA 2:0:222:LYS:O 2.20 0.41
2:Q:155:VAL:O 2:Q:155:VAL:HG23 2.20 0.41
2:S5:2:VAL:HG12 2:5:25:SER:O 2.21 0.41
2:S:179:PHE:HA 2:5:180:PRO:HD3 1.95 0.41
2:Y:206: THR:CG2 2:Y:223:LYS:HG2 2.50 0.41
2:1:2:VAL:HG23 2:1:115:VAL:HG11 2.02 0.41
2:5:105:VAL:HG12 2:5:107:GLY:O 2.20 0.41
2:7:148:THR:O 2:7:199:SER:HB2 2.20 0.41
2:7:210:ASN:N 2:7:210:ASN:HD22 2.18 0.41
2:9:34:LEU:HD22 2:9:35:SER:H 1.85 0.41
2:9:98:ARG:HG2 2:9:98:ARG:NH1 2.34 0.41
3:N:29:ILE:CD1 3:N:71:THR:HB 2.50 0.41
3:P:118:PRO:HB2 3:P:207:VAL:HG11 2.02 0.41
3:P:174:ASN:O 3:P:175:ASN:HB2 2.20 0.41
3:R:5:THR:HB 3:R:23:THR:0G1 2.20 0.41
3:T:38:TYR:CD2 3:T:48:LEU:HA 2.56 0.41
3:T:122:LEU:HD13 3:T:198:CYS:HB2 2.01 0.41
3:X:47:-LYS:HG2 3:X:48:LEU:N 2.34 0.41
3:7:122:LEU:HD13 3:7:198:CYS:HB2 2.02 0.41
3:7:123:PHE:O 3:7:137:LEU:HD23 2.20 0.41
3:2:172:GLN:HE21 3:2:176:LYS:NZ 2.18 0.41
3:6:155:ALA:HA 3:6:196:TYR:CE1 2.55 0.41
1:A:357:ASN:HB2 1:A:473:CYS:O 2.19 0.41
1:C:50:LYS:HD3 1:C:275:ASP:HB2 2.01 0.41
1:C:67:ILE:HG13 1:C:105:TYR:CE2 2.56 0.41
1:C:161:TYR:HB2 1:C:196:VAL:HG21 2.02 0.41
1:C:186:SER:HB3 1:C:227:SER:O 2.20 0.41
1:D:131:THR:HB 1:D:155:THR:0G1 2.19 0.41
1:D:222: TRP:CH2 1:D:225:GLY:HA2 2.55 0.41
1:E:61:GLY:O 1:E:62:ILE:C 2.59 0.41
1:F:29:ILE:HG12 1:F:434:GLN:CB 2.51 0.41
1:G:182:VAL:HG21 1:G:213:ILE:HB 2.02 0.41
1:H:320:MET:HG2 1:H:321:ARG:N 2.36 0.41
1:K:49:GLY:HA2 1:K:285:ASN:O 2.20 0.41
1:K:220:ARG:HB2 1:K:221:PRO:CD 2.49 0.41
1:K:380:LYS:HE2 1:K:380:LYS:O 2.20 0.41
1:L:44:GLN:HG2 1:L:288:ILE:HD12 2.02 0.41
1:L:147:PHE:CG 1:L:148:PHE:N 2.89 0.41
1:1L:423:TYR:OH 1:1L:427:LEU:HD22 2.20 0.41
1:1:463:GLY:C 1:1L:465:GLY:H 2.24 0.41
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2:M:39:GLN:HE21 2:M:45:LEU:HD23 1.84 0.41
2:M:99:VAL:HB 2:M:111:TYR:CE1 2.55 0.41
2:M:155:VAL:HG23 2:M:155:VAL:O 2.20 0.41
2:M:177:HIS:CD2 3:N:172:GLN:NE2 2.89 0.41
2:0:155:VAL:HG23 2:0:155:VAL:O 2.20 0.41
2:5:112:PRO:HB3 3:T:36:HIS:CE1 2.54 0.41
2:U:99:VAL:HB 2:U:111:TYR:CG 2.54 0.41
2:U:118:GLN:OE1 2:U:119:GLY:N 2.53 0.41
2:U:155:VAL:HG23 2:U:155:VAL:O 2.21 0.41
2:U:181:ALA:HA 2:U:190:SER:O 2.19 0.41
2:W:33:GLY:C 2:W:99:VAL:HG13 2.41 0.41
2:W:99:VAL:HB 2:W:111:TYR:CZ 2.55 0.41
2:W:181:ALA:HA 2:W:190:SER:O 2.20 0.41
2:5:36:TRP:NE1 2:5:70:MET:CE 2.83 0.41
2:9:2:VAL:HG21 2:9:115:VAL:HG21 2.02 0.41
2:9:36: TRP:NE1 2:9:70:MET:CE 2.83 0.41
3:N:81:GLN:O 3:N:110:VAL:HG11 2.20 0.41
3:V:80:LEU:HD11 3:V:108:LEU:HD21 2.02 0.41
3:V:118:PRO:HB2 3:V:207:VAL:HG11 2.03 0.41
3:7:91:GLN:HB2 3:7:102:PHE:CE2 2.55 0.41
3:7:133:ASN:O 3:7:134:LYS:HG2 2.20 0.41
3:2:23: THR:HG22 3:2:72:SER:CB 2.49 0.41
3:2:51:SER:O 3:2:53:ASN:N 2.54 0.41
3:8:172:GLN:HE21 3:8:176:LYS:NZ 2.19 0.41
3:0:37:TRP:CZ3 3:0:90:CYS:HB3 2.55 0.41
3:0:75:LEU:HD12 3:0:76:ALA:N 2.35 0.41
3:0:172:GLN:HE21 3:0:176:LYS:NZ 2.18 0.41
1:D:44:GLN:OE1 1:D:289:PRO:HG2 2.19 0.41
1:D:326:LYS:CD 1:D:328: THR:H 2.33 0.41
1:D:357:ASN:HB2 1:D:473:CYS:0O 2.20 0.41
1:E:242:VAL:HG22 1:E:243:LEU:N 2.36 0.41
1:E:427:LEU:O 1:E:431:LEU:HD12 2.20 0.41
1:G:97:CYS:H 1:G:224:ARG:NH1 2.18 0.41
1:G:147:PHE:CG 1:G:148:PHE:N 2.88 0.41
1:H:109:ARG:CZ 1:H:267:ILE:HD13 2.50 0.41
1:H:327:GLN:HG3 1:H:329:ARG:NE 2.32 0.41
1:H:357:ASN:HB2 1:H:473:CYS:O 2.20 0.41
1:1:185:PRO:O 1:I:217:1ILE:HA 2.21 0.41
1:J:152:ASN:HB2 1:J:255:ARG:NH1 2.35 0.41
1:J:335:ILE:CG1 1:J:354:ARG:HB3 2.51 0.41
1:L:131: THR:HG22 1:1L:132:GLN:N 2.35 0.41
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1:L:176:LYS:HD3 1:L:178:TYR:OH 2.20 0.41
2:M:36:TRP:NE1 2:M:70:MET:HE1 2.36 0.41
2:Q:29:LEU:N 2:Q:29:LEU:CD2 2.83 0.41
2:Q:40:ALA:HA 2:Q:92:ALA:CB 2.51 0.41
2:U:55:ASP:0D2 2:U:57:GLN:HB2 2.20 0.41
2:U:99:VAL:HB 2:U:111:TYR:CD1 2.55 0.41
2:U:182:VAL:HG21 3:V:165:GLU:C 2.40 0.41
2:Y:154:LEU:HD21 | 3:Z:136:THR:HG21 2.01 0.41
2:1:100:GLU:HB2 2:1:111:TYR:HB2 2.03 0.41
2:1:155:VAL:HG23 2:1:155:VAL:O 2.20 0.41
2:7:55:ASP:OD1 4:EA:2:NAG:C8 2.67 0.41
2:7:179:PHE:HA 2:7:180:PRO:HD3 1.95 0.41
2:7:208:ILE:HA 2:7:222:LYS:O 2.20 0.41
2:9:36: TRP:HE1 2:9:70:MET:CE 2.33 0.41
3:P:29:ILE:CD1 3:P:71: THR:HB 2.51 0.41
3:P:51:SER:O 3:P:53:ASN:N 2.53 0.41
3:X:155:ALA:N 3:X:158:SER:O 2.48 0.41
3:4:37: TRP:CH2 3:4:90:CYS:HB3 2.55 0.41
3:0:174:ASN:HD21 3:0:176:LYS:HE3 1.85 0.41
3:0:195:SER:HB3 3:0:212:ALA:HB2 2.01 0.41
1:A:268:MET:CE 1:A:282:ILE:HG22 2.50 0.41
1:A:497:ASN:HD22 1:A:497:ASN:HA 1.53 0.41
1:C:52:CYS:HB3 1:C:277:CYS:O 2.21 0.41
1:C:339:1LE:HG22 1:C:340:GLU:N 2.36 0.41
1:E:343: TRP:C 1:E:345:GLY:N 2.74 0.41
1:F:143:PRO:HG2 1:F:144:GLY:H 1.85 0.41
1:H:49:GLY:O 1:H:273:PRO:HD2 2.20 0.41
1:H:134:GLY:CA 1:H:153: TRP:HB3 2.50 0.41
1:I:110:SER:OG 1:1:393:HIS:NE2 2.47 0.41
1:I1:161: TYR:HB2 1:1:196:VAL:HG21 2.03 0.41
1:1:222:TRP:CD1 1:1:227:SER:HB2 2.55 0.41
1:J:220:ARG:HD2 1:J:229:ARG:HG2 2.01 0.41
1:K:44:GLN:OE1 1:K:289:PRO:HG2 2.21 0.41
1:K:50:LYS:HD3 1:K:275:ASP:HB2 2.03 0.41
1:K:427:LEU:O 1:K:431:LEU:HD12 2.20 0.41
1:1:185:PRO:HA 1:1:190:GLU:OE2 2.20 0.41
2:M:170:GLY:O 2:M:173: THR:HG23 2.21 0.41
2:M:179:PHE:CZ 3:N:142:SER:HB3 2.55 0.41
2:0:130:LYS:NZ 2:W:130:LYS:CD 2.83 0.41
2:Q:210:ASN:HD22 2:QQ:210:ASN:N 2.17 0.41
2:S5:216:SER:HG 2:S:218:THR:CB 2.34 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:U:30:THR:HB 2:U:54:TYR:CD2 2.55 0.41
2:U:184:GLN:CG 3:V:165:GLU:OE1 2.69 0.41
2:W:48:VAL:HG13 2:W:64:PHE:CE2 2.56 0.41
2:1:148:THR:O 2:1:199:SER:HB2 2.21 0.41
2:3:9:ALA:HB1 2:3:121:MET:O 2.20 0.41
2:3:182:VAL:O 2:3:189:TYR:HA 2.20 0.41
2:9:161:GLU:HA 2:9:162:PRO:HA 1.77 0.41
3:N:37:TRP:HB2 3:N:50:ILE:CG1 2.50 0.41
3:N:117:ALA:HA 3:N:118:PRO:HD3 1.92 0.41
3:N:122:LEU:HD13 3:N:198:CYS:HB2 2.01 0.41
3:N:174:ASN:ND2 3:N:176:LYS:HB3 2.35 0.41
3:P:172:GLN:HE21 3:P:176:LYS:NZ 2.19 0.41
3:V:153: TRP:CE2 3:V:183:LEU:HD13 2.55 0.41
3:7:47:LYS:HG2 3:7:48:LEU:N 2.35 0.41
3:2:123:PHE:O 3:2:137:LEU:HD23 2.21 0.41
3:2:174:ASN:O 3:2:175:ASN:HB2 2.21 0.41
3:4:110:VAL:HG23 3:4:110:VAL:O 2.21 0.41
3:4:133:ASN:HA 3:4:187:PRO:HG2 2.02 0.41
3:6:47:LYS:HG2 3:6:48:LEU:N 2.36 0.41
3:6:91:GLN:HB2 3:6:102:PHE:CE2 2.56 0.41
3:8:143:ASP:HA 3:8:176:LYS:CD 2.50 0.41
3:0:80:LEU:HD11 3:0:108:LEU:HD21 2.02 0.41
1:B:220:ARG:HH21 | 1:C:203:THR:HG21 1.85 0.41
1:B:423:TYR:OH 1:B:427:LEU:HD22 2.21 0.41
1:C:84: TRP:HZ2 1:C:113:ALA:HA 1.86 0.41
1:C:222:TRP:CD1 1:C:227:SER:HB2 2.56 0.41
1:D:147:PHE:CG 1:D:148:PHE:N 2.87 0.41
1:D:220:ARG:HB2 1:D:221:PRO:CD 2.51 0.41
1:E:98:TYR:OH 1:E:228:SER:HB2 2.20 0.41
1:E:222: TRP:CD1 1:E:227:SER:HB2 2.56 0.41
1:F:98:TYR:OH 1:F:228:SER:HB2 2.20 0.41
1:G:372:ALA:O 1:G:376:GLN:HG3 2.20 0.41
1:G:416:THR:HG22 1:G:420:LEU:CD1 2.51 0.41
1:G:463:GLY:C 1:G:465:GLY:H 2.23 0.41
1:1:102: VAL:HG22 1:1:232:ILE:CB 2.45 0.41
1:1:320:MET:HG2 1:1:321:ARG:N 2.36 0.41
1:1:321:ARG:HD2 1:1:437:ILE:CG2 2.50 0.41
1:J:51:ILE:HD11 1:J:272:ALA:HB3 2.01 0.41
1:L:56:HIS:O 1:L:58:ILE:HG12 2.20 0.41
1:L:161:TYR:CZ 1:L:249:GLY:HA2 2.56 0.41
1:L:222:TRP:CD1 1:L:227:SER:HB2 2.55 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:Q:62:LYS:HE3 3:R:97:LEU:HD13 2.02 0.41
2:Q:222:LYS:N7Z 3:R:128:GLU:OE1 2.52 0.41
2:U:20:VAL:HG13 2:U:120: THR:HG21 2.03 0.41
2:U:34:LEU:CD2 2:U:35:SER:N 2.83 0.41
2:U:105:VAL:HG12 2:U:107:GLY:O 2.20 0.41
2:U:184:GLN:CB 3:V:165:GLU:OE1 2.69 0.41
2:W:108:PHE:CZ 3:X:99:GLY:HA2 2.55 0.41
2:Y:155:VAL:HG23 2:Y:155:VAL:O 2.20 0.41
2:1:181:ALA:HA 2:1:190:SER:O 2.20 0.41
2:7:34:LEU:HD22 2:7:35:SER:H 1.86 0.41
2:7:167:-TRP:HB3 2:7:172:LEU:HB3 2.02 0.41
2:9:83:MET:HB3 2:9:86:LEU:HD21 2.02 0.41
3:N:51:SER:OG 3:N:55:ASN:HB3 2.20 0.41
3:N:91:GLN:HB2 3:N:102:PHE:CE2 2.56 0.41
3:P:116:ALA:HB1 3:P:143:ASP:0O 2.21 0.41
3:P:153: TRP:CB 3:P:183:LEU:HD22 2.50 0.41
3:T:133:ASN:O 3:T:134:LYS:HG2 2.20 0.41
3:T:174:ASN:ND2 3:T:176:LYS:HB3 2.35 0.41
3:2:34:ALA:HB1 3:2:36:HIS:CE1 2.56 0.41
3:4:38:TYR:CD2 3:4:48:LEU:HA 2.55 0.41
3:0:33:TYR:O 3:0:34:ALA:C 2.58 0.41
3:0:47:LYS:HG2 3:0:48:LEU:N 2.36 0.41
1:A:206:THR:C 1:C:221:PRO:HG2 2.41 0.41
1:A:335:ILE:CG1 1:A:354:ARG:HB3 2.51 0.41
1:B:102:VAL:HG22 1:B:232:ILE:CB 2.45 0.41
1:B:200:GLY:HA3 1:B:250:ASN:OD1 2.21 0.41
1:B:293:PRO:C 1:B:306:PRO:HB3 2.42 0.41
1:B:380:LYS:HZ2 1:B:384:VAL:HG23 1.85 0.41
1:D:453:ARG:HD3 1:F:463:GLY:CA 2.50 0.41
1:E:97.CYS:H 1:E:224:ARG:NH1 2.19 0.41
1:E:229:ARG:HG2 1:E:229:ARG:HH11 1.85 0.41
1:F:357:ASN:HB2 1:F:473:CYS:0O 2.21 0.41
1:G:103:PRO:HG2 1:G:233:TYR:CE1 2.56 0.41
1:G:183:HIS:O 1:G:185:PRO:HD3 2.21 0.41
1:1:203: THR:HG23 1:I:212: THR:OG1 2.21 0.41
1:1:242:VAL:HG22 1:1:243:LEU:N 2.36 0.41
1:J:242:VAL:HG22 1:J:243:LEU:N 2.35 0.41
1:K:63:ASP:CA 1:K:93:ALA:HA 2.49 0.41
1:K:131:THR:HG22 1:K:132:GLN:N 2.36 0.41
1:K:222:TRP:CD1 1:K:227:SER:HB2 2.56 0.41
1:L:298:ASN:OD1 1:L:300:1ILE:N 2.42 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:M:154:LEU:HD22 3:N:138:VAL:CG2 2.51 0.41
2:0:36: TRP:NE1 2:0:70:-MET:CE 2.84 0.41
2:0:194:VAL:HG21 | 3:P:140:LEU:HD13 2.03 0.41
2:Q:148:THR:O 2:Q:199:SER:HB2 2.21 0.41
2:Q:184:GLN:HA 3:R:165:GLU:OE1 2.20 0.41
2:Q:194:VAL:HG21 | 3:R:140:LEU:HD13 2.02 0.41
2:5:36: TRP:HE1 2:5:70:MET:CE 2.34 0.41
2:S:159:PHE:HB2 2:S:188:LEU:CD2 2.51 0.41
2:S:181:ALA:HA 2:S5:190:SER:O 2.20 0.41
2:U:59:LYS:HE3 2:U:59:LYS:HB2 1.93 0.41
2:W:4:LEU:HA 2:W:23:GLN:O 2.20 0.41
2:Y:29:LEU:N 2:Y:29:LEU:CD2 2.84 0.41
2:1:33:GLY:C 2:1:99:VAL:HG13 2.41 0.41
2:1:210:ASN:HD22 2:1:210:ASN:N 2.17 0.41
2:7:33:GLY:C 2:7:99:VAL:HG13 2.41 0.41
3:P:33:TYR:O 3:P:34:ALA:C 2.58 0.41
3:P:155:ALA:HA 3:P:196: TYR:CE1 2.56 0.41
3:R:153: TRP:CD2 3:R:183:LEU:HD13 2.55 0.41
3:7:80:LEU:HD11 3:7:108:LEU:HD21 2.03 0.41
3:2:118:PRO:HB2 3:2:207:VAL:HG11 2.03 0.41
3:4:117:ALA:HA 3:4:118:PRO:HD3 1.92 0.41
3:4:123:PHE:O 3:4:137:LEU:HD23 2.20 0.41
3:6:12:GLY:O 3:6:111:LEU:HB2 2.21 0.41
3:0:133:ASN:O 3:0:134:LYS:HG2 2.21 0.41
3:0:155:ALA:N 3:0:158:SER:O 2.47 0.41
1:A:30:THR:N 1:A:434:GLN:OE1 2.50 0.41
1:A:147:PHE:CG 1:A:148:PHE:N 2.89 0.41
1:A:185:PRO:O 1:A:217:ILE:HA 2.21 0.41
1:A:241:ASP:OD1 1:A:242:VAL:N 2.54 0.41
1:A:384:VAL:HG11 | 1:A:428:LEU:HD11 2.01 0.41
1:B:109:ARG:CZ 1:B:267:ILE:HD13 2.51 0.41
1:B:143:PRO:HG2 1:B:144:GLY:H 1.85 0.41
1:B:161:TYR:HB2 1:B:196:VAL:HG21 2.02 0.41
1:B:176:LYS:HD3 1:B:178:TYR:OH 2.21 0.41
1:B:380:LYS:C 1:B:380:LYS:HD3 2.41 0.41
1:C:109:ARG:HG2 1:C:109:ARG:NH1 2.36 0.41
1:C:293:PRO:C 1:C:306:PRO:HB3 2.41 0.41
1:C:474:ASP:O 1:C:477:CYS:HB3 2.20 0.41
1:D:109:ARG:HG2 1:D:109:ARG:NH1 2.36 0.41
1:E:131: THR:HG22 1:E:132:GLN:N 2.36 0.41
1:E:156:LYS:HD3 1:E:193:SER:O 2.21 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:E:234: TRP:HE3 1:E:234:TRP:N 2.17 0.41
1:F:222: TRP:CD1 1:F:227:SER:HB2 2.56 0.41
1:F:356:GLN:OE1 1:F:361: THR:HG22 2.21 0.41
1:G:111:LEU:HD12 1:G:111:LEU:C 2.41 0.41
1:G:238:LYS:HE2 1:1:401:GLU:HG3 2.03 0.41
1:G:293:PRO:C 1:G:306:PRO:HB3 2.41 0.41
1:G:307:LYS:HE2 1:G:421:TRP:CZ2 2.56 0.41
1:G:437:1LE:O 1:G:441:ASP:HB2 2.21 0.41
1:G:497:ASN:HD22 1:G:497:ASN:HA 1.54 0.41
1:H:161:TYR:HB2 1:H:196:VAL:HG21 2.02 0.41
1:H:339:ILE:HG22 1:H:340:GLU:N 2.36 0.41
1:1:56:HIS:O 1:I:58:ILE:HG12 2.20 0.41
1:1:180: TRP:CD2 1:1:204:VAL:HG21 2.55 0.41
1:1:239:PRO:HB3 2:1:75:GLY:HA2 2.02 0.41
1:1:326:LYS:NZ 1:1:343:TRP:CD1 2.83 0.41
1:J:96:ASN:CA 1:J:224:ARG:HH11 2.32 0.41
1:J:170:ASN:OD1 1:J:176:LYS:HE3 2.21 0.41
1:J:222: TRP:CD1 1:J:227:SER:HB2 2.56 0.41
1:J:229:ARG:HG2 1:J:229:ARG:HH11 1.85 0.41
1:J:234: TRP:CE3 1:J:234:TRP:N 2.82 0.41
1:K:421: TRP:HA 1:K:421:TRP:CE3 2.56 0.41
1:K:455:LEU:O 1:K:456:ARG:HB2 2.21 0.41
1:L:108:LEU:O 1:L:112:VAL:HG23 2.20 0.41
1:L:208:ARG:HG3 1:1:241:ASP:0OD2 2.20 0.41
1:1:229:ARG:HH11 1:L:229:ARG:HG2 1.86 0.41
1:L:234:TRP:N 1:L:234:TRP:CE3 2.80 0.41
1:L:388: THR:HG23 1:1:389:ASN:H 1.86 0.41
1:L:401:GLU:OE1 1:L:401:GLU:N 2.54 0.41
2:M:210:ASN:N 2:M:210:ASN:HD22 2.17 0.41
2:M:216:SER:HG 2:M:218: THR:CB 2.34 0.41
2:0:34:LEU:CD2 2:0:35:SER:N 2.84 0.41
2:0:51:ILE:CD1 2:0:52:ASN:N 2.81 0.41
2:Q:182:VAL:O 2:Q:189:TYR:HA 2.21 0.41
2:S:109:HIS:HA 3:T:93:TYR:CD1 2.55 0.41
2:S:155:VAL:HG23 2:S:155:VAL:O 2.21 0.41
2:S5:198:PRO:HG2 2:S:201:SER:OG 2.20 0.41
2:U:9:ALA:HB1 2:U:121:-MET:O 2.20 0.41
2:U:11:VAL:HG13 2:U:123: THR:O 2.21 0.41
2:U:161:GLU:HA 2:U:162:PRO:HA 1.77 0.41
2:W:99:VAL:HB 2:-W:111:TYR:CG 2.56 0.41
2:Y:208:1LE:HA 2:Y:222:LYS:O 2.20 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:1:32:TYR:CG 2:1:98:ARG:HD3 2.55 0.41
2:3:88:SER:HA 2:3:124:VAL:HG12 2.03 0.41
2:3:179:PHE:HA 2:3:180:PRO:HD3 1.95 0.41
2:3:208:ILE:HA 2:3:222:LYS:O 2.20 0.41
2:5:4:LEU:HA 2:5:23:GLN:O 2.21 0.41
2:5:34:LEU:CD2 2:5:35:SER:N 2.84 0.41
2:5:36:TRP:HE1 2:5:70:MET:CE 2.34 0.41
2:5:111:TYR:CD1 2:5:111:TYR:O 2.74 0.41
2:5:159:PHE:HB2 2:5:188:LEU:CD2 2.50 0.41
2:5:198:PRO:HG2 2:5:201:SER:OG 2.20 0.41
2:7:29:.LEU:N 2:7:29:LEU:.CD2 2.84 0.41
2:7:105:VAL:HG12 2:7:107:GLY:O 2.20 0.41
3:N:158:SER:HA 3:N:159:PRO:HD3 1.86 0.41
3:P:50:ILE:CD1 3:P:75:LEU:HD13 2.51 0.41
3:R:37:TRP:CH2 3:R:90:CYS:HB3 2.56 0.41
3:R:123:PHE:O 3:R:137:LEU:HD23 2.20 0.41
3:T:33:TYR:O 3:T:34:ALA:C 2.58 0.41
3:T:153: TRP:CB 3:T:183:LEU:HD22 2.50 0.41
3:V:47:-LYS:HG2 3:V:48:LEU:N 2.35 0.41
3:V:174:ASN:ND2 3:V:176:LYS:HB3 2.35 0.41
3:X:23: THR:HG22 3:X:72:SER:CB 2.49 0.41
3:X:80:LEU:HD11 3:X:108:LEU:HD21 2.02 0.41
3:X:116:ALA:HB1 3:X:143:ASP:O 2.21 0.41
3:X:122:LEU:HD13 3:X:198:CYS:HB2 2.02 0.41
3:7:29:ILE:CD1 3:7:71: THR:HB 2.51 0.41
3:2:7:PRO:O 3:2:105:GLY:O 2.39 0.41
3:2:81:GLN:O 3:2:110:VAL:HG11 2.19 0.41
3:4:133:ASN:O 3:4:134:LYS:HG2 2.21 0.41
3:6:38:TYR:CD2 3:6:48:LEU:HA 2.55 0.41
3:8:26:SER:HA 3:8:29:ILE:HD12 2.03 0.41
3:8:155:ALA:HA 3:8:196:TYR:CE1 2.56 0.41
3:0:51:SER:O 3:0:53:ASN:N 2.53 0.41
1:A:251:LEU:HD12 1:A:252:ILE:N 2.35 0.41
1:A:320:-MET:HG2 1:A:321:ARG:N 2.36 0.41
1:A:437:1ILE:O 1:A:441:ASP:HB2 2.21 0.41
1:B:234:TRP:N 1:B:234: TRP:CE3 2.80 0.41
1:B:301:THR:HB 1:B:305:CYS:SG 2.61 0.41
1:C:91:SER:C 1:C:93:ALA:N 2.73 0.41
1:C:292:LYS:HB3 1:C:293:PRO:HD2 2.03 0.41
1:C:311:GLN:HG2 1:C:426:GLU:OE1 2.20 0.41
1:C:401:GLU:OE1 1:C:401:GLU:N 2.54 0.41
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1:D:19:ALA:CB 1:D:322:ASN:HD21 2.34 0.41
1:D:383:ARG:CD 1:F:27:LYS:HZ2 2.29 0.41
1:E:187: THR:CB 1:E:189:GLN:HE21 2.16 0.41
1:F:255:ARG:HG2 1:F:255:ARG:HH11 1.86 0.41
1:1:49:GLY:HA2 1:1:285:ASN:O 2.21 0.41
1:1:98:TYR:OH 1:1:228:SER:HB2 2.21 0.41
1:1:292:LYS:HB3 1:1:293:PRO:HD2 2.02 0.41
1:1:326:LYS:CD 1:1:328: THR:H 2.35 0.41
1:J:15:LEU:HB3 1:J:444:-MET:HE1 2.03 0.41
1:J:251:LEU:HD12 1:J:252:ILE:N 2.34 0.41
1:L:183:HIS:O 1:L:185:PRO:HD3 2.20 0.41
2:U:36:TRP:NE1 2:U:70:MET:CE 2.84 0.41
2:U:159:PHE:HB2 2:U:188:LEU:CD2 2.51 0.41
2:W:19:THR:HG22 2:W:82:GLU:CG 2.47 0.41
2:W:51:ILE:CD1 2:W:52:ASN:N 2.81 0.41
2:W:87:ARG:HE 2:W:87:ARG:HB3 1.74 0.41
2:W:114:ASP:CG 2:W:115:VAL:HG23 2.41 0.41
2:Y:24:VAL:HG23 2:Y:77:ASN:O 2.21 0.41
2:Y:210:ASN:N 2:Y:210:ASN:HD22 2.17 0.41
2:1:83:MET:HB3 2:1:86:LEU:HD21 2.02 0.41
2:3:148:THR:O 2:3:199:SER:HB2 2.21 0.41
2:5:182:VAL:O 2:5:189:TYR:HA 2.21 0.41
2:7:2:VAL:HG12 2:7:25:SER:O 2.20 0.41
2:7:36:TRP:NE1 2:7:70:MET:HE1 2.35 0.41
3:P:75:LEU:HD12 3:P:76:ALA:N 2.36 0.41
3:V:122:LEU:HD13 3:V:198:CYS:HB2 2.01 0.41
3:4:130:LEU:HD23 3:4:187:PRO:HG3 2.03 0.41
3:4:153: TRP:CB 3:4:183:LEU:HD22 2.51 0.41
1:A:29:ILE:HG12 1:A:434:GLN:CB 2.51 0.40
1:B:49:GLY:O 1:B:273:PRO:HD2 2.21 0.40
1:C:437:1ILE:O 1:C:441:ASP:HB2 2.21 0.40
1:D:222: TRP:CD1 1:D:227:SER:HB2 2.56 0.40
1:D:268:MET:SD 1:D:284:PRO:HG3 2.61 0.40
1:E:111:LEU:HD12 1:E:111:LEU:C 2.41 0.40
1:E:292:LYS:HB3 1:E:293:PRO:HD2 2.03 0.40
1:E:437:ILE:O 1:E:441:ASP:HB2 2.21 0.40
1:F:433:ASN:O 1:F:437:1ILE:HG13 2.20 0.40
1:G:246:ASN:ND2 1:1:219:SER:H 2.19 0.40
1:G:311:GLN:HG2 1:G:426:GLU:OE1 2.21 0.40
1:H:59:LEU:HD12 1:H:60:ASP:N 2.36 0.40
1:H:131:THR:HG22 1:H:132:GLN:N 2.35 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
1:H:423:TYR:OH 1:H:427:LEU:HD22 2.21 0.40
1:1:143:PRO:HG2 1:1:144:GLY:H 1.85 0.40
1:1:380:LYS:O 1:1:380:LYS:HE2 2.20 0.40
1:K:19:ALA:CB 1:K:322:ASN:HD21 2.34 0.40
1:K:437:ILE:O 1:K:441:ASP:HB2 2.22 0.40
1:L:384:VAL:HG21 1:1L:428:LEU:HD11 2.04 0.40
2:M:159:PHE:HB2 2:M:188:LEU:CD2 2.51 0.40
2:S:14:PRO:HD3 2:S:125:SER:C 2.42 0.40
2:W:84:LYS:HZ3 2:9:142:LYS:HE3 1.86 0.40
2:5:48:VAL:HG13 2:5:64:PHE:CE2 2.55 0.40
2:7:36:TRP:NE1 2:7:70:MET:CE 2.84 0.40
2:7:99:VAL:HB 2:7:111:TYR:CD1 2.56 0.40
3:X:26:SER:HA 3:X:29:ILE:HD12 2.03 0.40
3:X:153:TRP:CB 3:X:183:LEU:HD22 2.51 0.40
3:X:155:ALA:HA 3:X:196:TYR:CE1 2.56 0.40
3:2:6:GLN:NE2 3:2:105:GLY:H 2.19 0.40
3:6:153: TRP:CD2 3:6:183:LEU:HD13 2.56 0.40
3:8:130:LEU:CD2 3:8:135:ALA:HB2 2.49 0.40
3:8:133:ASN:O 3:8:134:LYS:HG2 2.20 0.40
3:8:174:ASN:O 3:8:175:ASN:HB2 2.21 0.40
3:0:153:TRP:CB 3:0:183:LEU:HD22 2.50 0.40
1:A:383:ARG:HD3 1:C:27:LYS:HZ2 1.85 0.40
1:C:49:GLY:O 1:C:273:PRO:HD2 2.21 0.40
1:C:203: THR:HG23 1:C:212:THR:OG1 2.22 0.40
1:C:241:ASP:OD1 1:C:242:VAL:N 2.54 0.40
1:C:416:THR:HG22 1:C:420:LEU:CD1 2.51 0.40
1:D:83:THR:O 1:D:84:TRP:HB3 2.20 0.40
1:D:131: THR:HG22 1:D:132:GLN:N 2.35 0.40
1:D:316:LEU:HD12 1:D:433:ASN:OD1 2.21 0.40
1:E:295:GLN:HE22 1:E:308: TYR:HB2 1.86 0.40
1:E:355:HIS:NE2 1:E:362:GLY:HA3 2.36 0.40
1:G:56:HIS: O 1:G:58:ILE:HG12 2.21 0.40
1:G:98:TYR:CD1 1:G:99:PRO:HD2 2.55 0.40
1:H:433:ASN:O 1:H:437.1LE:HG13 2.21 0.40
1:1:84: TRP:HZ2 1:1:113:ALA:HA 1.86 0.40
1:1:131: THR:HG22 1:1:132:GLN:N 2.37 0.40
1:1:433:ASN:O 1:1:437:ILE:HG13 2.20 0.40
1:J:93:ALA:O 1:J:94.PHE:HB3 2.22 0.40
1:K:51:ILE:HD11 1:K:272:ALA:HB3 2.03 0.40
1:K:109:ARG:NH2 1:K:267:ILE:HD13 2.37 0.40
2:Q:55:ASP:0D2 2:Q:57:GLN:HB2 2.21 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:S:34:LEU:HD22 2:S:35:SER:H 1.86 0.40
2:S5:140:SER:CB 3:T:211:VAL:HG13 2.51 0.40
2:U:4:.LEU:HB2 2:U:117:GLY:HA2 2.04 0.40
2:U:170:GLY:O 2:U:173: THR:HG23 2.21 0.40
2:Y:4:LEU:HA 2:Y:23:GLN:O 2.21 0.40
2:Y:100:GLU:HB2 2:Y:111:TYR:HB2 2.03 0.40
2:Y:206:THR:HG21 2:Y:223:LYS:CE 2.34 0.40
2:1:118:GLN:H 2:1:118:GLN:HG3 1.43 0.40
2:3:36:TRP:HE1 2:3:70:MET:CE 2.33 0.40
2:5:172:LEU:CD2 2:5:195:VAL:HG11 2.48 0.40
3:N:111:LEU:N 3:N:111:LEU:HD12 2.36 0.40
3:4:75:LEU:HD12 3:4:76:ALA:N 2.36 0.40
3:4:153: TRP:CE2 3:4:183:LEU:HD13 2.57 0.40
3:6:133:ASN:HA 3:6:187:PRO:HG2 2.03 0.40
1:A:19:ALA:HB3 1:A:344:GLU:HG2 2.03 0.40
1:B:242:VAL:HG22 1:B:243:LEU:N 2.36 0.40
1:D:61:GLY:O 1:D:62:ILE:C 2.60 0.40
1:D:268:MET:CE 1:D:282:ILE:HG22 2.51 0.40
1:D:292:LYS:HB3 1:D:293:PRO:HD2 2.04 0.40
1:E:372:ALA:O 1:E:376:GLN:HG3 2.21 0.40
1:F:29:ILE:HD13 1:F:430:ALA:HB1 2.03 0.40
1:F:229:ARG:HG2 | 1:F:229:ARG:HH11 1.86 0.40
1:G:331:LEU:N 1:G:331:LEU:CD2 2.70 0.40
1:1:451: THR:HG22 1:1:455:LEU:HG 2.04 0.40
1:J:451: THR:HB 1:J:467:PHE:CE2 2.57 0.40
1:K:220:ARG:NH2 1:L:203: THR:HG21 2.37 0.40
1:L:15:LEU:HD13 1:1L:448:PHE:CD2 2.57 0.40
1:1:220:ARG:HD2 1:L:229:ARG:HG2 2.04 0.40
2:M:55:ASP:0D2 2:M:57:GLN:HB2 2.21 0.40
2:Q:36: TRP:HE1 2:Q:70:MET:CE 2.34 0.40
2:5:40:ALA:HA 2:5:92:ALA:CB 2.52 0.40
2:U:94:TYR:CE2 2:U:122:VAL:HG21 2.54 0.40
2:W:105:VAL:HG12 2:W:107:GLY:O 2.20 0.40
2:W:148:THR:O 2:W:199:SER:HB2 2.22 0.40
2:W:198:PRO:HG2 2:W:201:SER:OG 2.21 0.40
2:Y:2:VAL:HG12 2:Y:25:SER:O 2.21 0.40
2:5:91:THR:HB 2:5:124:VAL:HG23 2.04 0.40
2:5:170:GLY:O 2:5:173:THR:HG23 2.20 0.40
2:7:91:THR:HB 2:7:124:VAL:H 1.87 0.40
3:P:91:GLN:HB2 3:P:102:PHE:CE2 2.57 0.40
3:P:122:LEU:HD13 3:P:198:CYS:HB2 2.03 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:P:158:SER:HA 3:P:159:PRO:HD3 1.87 0.40
3:X:75:LEU:HD12 3:X:76:ALA:N 2.36 0.40
3:6:5:THR:HB 3:6:23: THR:OG1 2.22 0.40
1:B:280:GLU:HB2 1:B:290:ASN:HD21 1.85 0.40
1:B:471:HIS:HB2 1:B:494:GLU:OE1 2.21 0.40
1:C:176:LYS:HD3 1:C:178:TYR:OH 2.22 0.40
1:C:380:LYS:HE2 1:C:380:LYS:O 2.21 0.40
1:C:388: THR:HG23 1:C:389:ASN:H 1.87 0.40
1:D:98:TYR:OH 1:D:228:SER:HB2 2.21 0.40
1:D:234: TRP:CE3 1:D:234: TRP:N 2.83 0.40
1:E:221:PRO:HG3 1:F:244:VAL:HG23 2.02 0.40
1:E:268:-MET:CE 1:E:282:ILE:HG22 2.51 0.40
1:F:331:LEU:N 1:F:331:LEU:CD1 2.75 0.40
1:F:380:LYS:C 1:F:380:LYS:HD3 2.42 0.40
1:F:448:PHE:HZ 1:F:461:ASP:OD1 2.05 0.40
1:G:355:HIS:NE2 1:G:362:GLY:HA3 2.36 0.40
1:H:96:ASN:CA 1:H:224:ARG:HH11 2.33 0.40
1:1:28R8:ILE:O 1:1:288:ILE:HG13 2.21 0.40
1:1:293:PRO:C 1:1:306:PRO:HB3 2.42 0.40
1:L:203: THR:HG23 1:L:212:THR:OG1 2.21 0.40
1:L:380:LYS:HE2 1:L:380:LYS:O 2.22 0.40
2:M:32:TYR:CG 2:M:98:ARG:HD3 2.56 0.40
2:0:2:VAL:HG12 2:0:25:SER:O 2.21 0.40
2:0:19:- THR:HG22 2:0:82:GLU:CG 2.47 0.40
2:Q:216:SER:HG 2:QQ:218:THR:CB 2.34 0.40
2:5:30:THR:HB 2:5:54:TYR:CD2 2.57 0.40
2:W:34:LEU:CD2 2:W:35:SER:N 2.84 0.40
2:W:159:PHE:HB2 2:W:188:LEU:CD2 2.52 0.40
2:1:141:SER:O 2:1:142:LYS:C 2.60 0.40
2:3:13:LYS:HB3 2:3:14:PRO:HD2 2.04 0.40
2:9:34:LEU:N 2:9:99:VAL:HG13 2.35 0.40
3:N:38: TYR:CD2 3:N:48:LEU:HA 2.57 0.40
3:R:137:LEU:HD13 3:R:153: TRP:HZ3 1.87 0.40
3:T:5:THR:HB 3:T:23:THR:OG1 2.21 0.40
3:T:153:TRP:CE2 3:T:183:LEU:HD13 2.57 0.40
3:V:172:GLN:N 3:V:176:LYS:O 2.49 0.40
3:X:83:GLU:H 3:X:83:GLU:CD 2.24 0.40
3:7:143:ASP:HA 3:72:176:LYS:CD 2.51 0.40
3:2:116:ALA:HB1 3:2:143:ASP:O 2.22 0.40
3:4:7:PRO:O 3:4:105:GLY:O 2.40 0.40
3:6:29:ILE:CD1 3:6:71:THR:HB 2.51 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:0:37:TRP:CH2 3:0:90:CYS:HB3 2.57 0.40
1:A:210:GLN:HE21 1:C:220:ARG:CZ 2.34 0.40
1:B:27:LYS:HZ2 1:C:383:ARG:HD3 1.87 0.40
1:B:264:LYS:HB3 1:B:392:PHE:CG 2.56 0.40
1:B:292:LYS:HB3 1:B:293:PRO:HD2 2.03 0.40
1:B:316:LEU:HD12 1:B:433:ASN:OD1 2.21 0.40
1:B:326:LYS:CD 1:B:328:THR:H 2.34 0.40
1:C:364:ALA:HB3 1:C:482:ARG:NH1 2.35 0.40
1:D:109:ARG:NH2 1:D:267:1ILE:HD13 2.37 0.40
1:D:161:TYR:CZ 1:D:249:GLY:HA2 2.57 0.40
1:D:242:VAL:HG22 1:D:243:LEU:N 2.37 0.40
1:D:451: THR:HB 1:D:467:PHE:CE2 2.57 0.40
1:D:471:HIS:HB2 1:D:494:GLU:QOE1 2.21 0.40
1:D:474:ASP:O 1:D:477:CYS:HB3 2.22 0.40
1:E:147:PHE:CG 1:E:148:PHE:N 2.89 0.40
1:F:91:SER:O 2:W:31:SER:HB2 2.21 0.40
1:F:93:ALA:O 1:F:94.PHE:HB3 2.22 0.40
1:F:242:VAL:HG22 1:F:243:LEU:N 2.37 0.40
1:G:346:MET:HE3 1:G:349:GLY:O 2.21 0.40
1:G:451: THR:HG22 1:G:455:LEU:HG 2.02 0.40
1:H:451: THR:HG22 1:H:455:LEU:HG 2.03 0.40
1:I:98: TYR:CE2 1:1:226:LEU:HD13 2.56 0.40
1:J:410:GLU:HG3 1:1L:409:LEU:HD22 2.03 0.40
1:J:437:ILE:O 1:J:441:ASP:HB2 2.21 0.40
1:K:292:LYS:HB3 1:K:293:PRO:HD2 2.03 0.40
2:Q:181:ALA:HA 2:Q:190:SER:O 2.22 0.40
2:U:24:VAL:HG23 2:U:77:ASN:O 2.21 0.40
2:U:172:LEU:CD2 2:U:195:VAL:HG11 2.47 0.40
2:U:184:GLN:CA 3:V:165:GLU:OE1 2.65 0.40
2:W:177:HIS:NE2 3:X:172:GLN:OE1 2.54 0.40
2:3:30:THR:HB 2:3:54:TYR:CD2 2.57 0.40
2:7:30:THR:HB 2:7:54:TYR:CD2 2.57 0.40
2:9:33:GLY:C 2:9:99:VAL:HG13 2.42 0.40
2:9:37:VAL:HG11 3:0:102:PHE:HE1 1.85 0.40
2:9:155:VAL:O 2:9:155:VAL:HG23 2.20 0.40
2:9:168:ASN:CB 2:9:171:ALA:HB3 2.50 0.40
2:9:194:VAL:HG21 3:0:140:LEU:CD1 2.51 0.40
3:N:23: THR:HG22 3:N:72:SER:CB 2.49 0.40
3:N:110:VAL:HG23 3:N:110:VAL:O 2.21 0.40
3:V:133:ASN:HA 3:V:187:PRO:HG2 2.04 0.40
3:X:153: TRP:CD2 3:X:183:LEU:HD13 2.56 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:7:4:LEU:HG 3:7:101:VAL:CG1 2.51 0.40
3:7:153: TRP:CD2 3:7:183:LEU:HD13 2.56 0.40
3:2:26:SER:HA 3:2:29:1ILE:HD12 2.03 0.40
3:2:137:LEU:HD21 3:2:190: TRP:CZ3 2.57 0.40
3:6:118:PRO:HB2 3:6:207:VAL:HG11 2.02 0.40
3:0:38:TYR:CD2 3:0:48:LEU:HA 2.57 0.40

All (2) 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)
2:3:171:ALA:CB | 2:3:171:ALA:CBJ|2_556] 1.73 0.47
2:3:206: THR:OG1 | 2:3:206: THR:OG1[2_556| 1.74 0.46

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
of similar resolution.

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 491/493 (100%) 431 (88%) 54 (11%) 6 (1%) 131 49
1 B 491/493 (100%) 425 (87%) | 60 (12%) 6 (1%) 131 49
1 C 491/493 (100%) 427 (87%) 57 (12%) 7 (1%) 111 46
1 D 491/493 (100%) 429 (87%) 55 (11%) 7 (1%) 46
1 E 491/493 (100%) 426 (87%) 58 (12%) 7 (1%) 46
1 F 491/493 (100%) 430 (88%) 54 (11%) 7 (1%) 111 46
1 G 491/493 (100%) 431 (88%) 54 (11%) 6 (1%) 131 49
1 H 491/493 (100%) 426 (87%) 58 (12%) 7 (1%) m 46
1 I 491/493 (100%) 431 (88%) 54 (11%) 6 (1%) 131 49
1 J 491/493 (100%) 430 (88%) 54 (11%) 7 (1%) 111] 46
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 K 491/493 (100%) | 424 (86%) | 60 (12%) | 7 (1%)
1 L 491/493 (100%) | 429 (87%) | 56 (11%) | 6 (1%)
2 1 224/226 (99%) | 200 (89%) | 18 (8%) 6 (3%)
2 3 224 /226 (99%) 203 (91%) | 16 (7%) 5 (2%) 6|
2 5 224/226 (99%) 202 (90%) | 17 (8%) 5 (2%) 6|
2 7 224/226 (99%) 198 (88%) | 20 (9%) 6 (3%)
2 9 224/226 (99%) 201 (90%) | 18 (8%) 5 (2%) 6|
2 M 224/226 (99%) 197 (88%) | 22 (10%) | 5 (2%) 6|
2 0 224/226 (99%) 197 (88%) | 22 (10%) | 5 (2%) 6|
2 Q 224/226 (99%) | 203 (91%) | 16 (%) | 5 (2%) 6|
2 S 224 /226 (99%) 200 (89%) | 19 (8%) 5 (2%) 6|
2 U 224 /226 (99%) 199 (89%) | 20 (9%) 5 (2%) 6|
2 W 224/226 (99%) 200 (89%) | 19 (8%) 5 (2%) 6|
2 Y 224/226 (99%) 197 (88%) | 22 (10%) | 5 (2%) 6|
3 0 210/220 (96%) 190 (90%) | 15 (7%) 5 (2%) 6|
3 2 210/220 (96%) 191 (91%) | 16 (8%) 3 (1%)
3 4 210/220 (96%) 190 (90%) | 16 (8%) 4 (2%) 8
3 6 210/220 (96%) 192 (91%) | 15 (7%) 3 (1%)
3 8 210/220 (96%) 190 (90%) | 16 (8%) 4 (2%) 8|
3 N 210/220 (96%) 189 (90%) | 16 (8%) 5 (2%) 6|
3 P 210/220 (96%) 191 (91%) | 15 (7%) 4 (2%) 8|
3 R 210/220 (96%) 190 (90%) | 17 (8%) 3 (1%)
3 T 210/220 (96%) 192 (91%) | 14 (7%) 4 (2%) 8|
3 V 210/220 (96%) 190 (90%) | 16 (8%) 4 (2%) 8|
3 X 210/220 (96%) 191 (91%) | 15 (7%) 4 (2%) 8|
3 Z 210/220 (96%) 190 (90%) | 15 (7%) 5 (2%) 6|

All | Al | 11100/11268 (98%) | 9822 (88%) | 1089 (10%) | 189 (2%) | |9

All (189) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 F 330 GLY
5 115 VAL

Continued on next page...
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Mol | Chain | Res | Type
3 N 175 ASN
3 P 175 ASN
3 R 175 ASN
3 T 175 ASN
3 \Y 175 ASN
3 X 175 ASN
3 / 175 ASN
3 2 175 ASN
3 4 175 ASN
3 6 175 ASN
3 8 175 ASN
3 0 175 ASN
1 A 330 GLY
1 A 339 ILE
1 B 330 GLY
1 B 339 ILE
1 C 62 ILE
1 C 330 GLY
1 C 339 ILE
1 D 62 ILE
1 D 330 GLY
1 D 339 ILE
1 E 62 ILE
1 E 330 GLY
1 E 339 ILE
1 F 339 ILE
1 G 330 GLY
1 G 339 ILE
1 H 62 ILE
1 H 330 GLY
1 H 339 ILE
1 I 330 GLY
1 I 339 ILE
1 J 330 GLY
1 J 339 ILE
1 K 62 ILE
1 K 330 GLY
1 K 339 ILE
1 L 330 GLY
1 L 339 ILE
2 M 101 GLY
2 M 109 HIS
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Mol | Chain | Res | Type
2 M 115 VAL
2 O 101 GLY
2 O 109 HIS
2 Q 101 GLY
2 Q 109 HIS
2 S 101 GLY
2 S 109 HIS
2 S 115 VAL
2 U 101 GLY
2 U 109 HIS
2 W 101 GLY
2 W 109 HIS
2 Y 101 GLY
2 Y 109 HIS
2 Y 115 VAL
2 1 101 GLY
2 1 109 HIS
2 3 101 GLY
2 3 109 HIS
2 5 101 GLY
2 5 109 HIS
2 7 101 GLY
2 7 109 HIS
2 7 113 MET
2 7 115 VAL
2 9 101 GLY
2 9 109 HIS
3 N 52 GLY
3 P 52 GLY
3 R 52 GLY
3 T 52 GLY
3 \Y 52 GLY
3 X 52 GLY
3 / 52 GLY
3 2 52 GLY
3 4 52 GLY
3 6 52 GLY
3 8 52 GLY
3 0 52 GLY
1 A 62 ILE
1 B 62 ILE
1 B 336 ALA

Continued on next page...
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Mol | Chain | Res | Type
1 F 62 ILE
1 F 336 ALA
1 G 62 ILE
1 I 62 ILE
1 I 336 ALA
1 J 62 ILE
1 J 336 ALA
1 L 62 ILE
2 O 115 VAL
2 Q 115 VAL
2 U 115 VAL
2 1 115 VAL
3 7 114 PRO
3 8 114 PRO
3 0 111 LEU
1 A 196 VAL
1 A 336 ALA
1 B 196 VAL
1 C 196 VAL
1 C 336 ALA
1 D 196 VAL
1 D 336 ALA
1 D 458 ASN
1 E 196 VAL
1 E 336 ALA
1 E 458 ASN
1 F 196 VAL
1 G 196 VAL
1 G 336 ALA
1 H 196 VAL
1 H 336 ALA
1 I 196 VAL
1 J 196 VAL
1 K 196 VAL
1 K 336 ALA
1 L 196 VAL
1 L 336 ALA
2 M 112 PRO
2 O 112 PRO
2 S 112 PRO
2 Y 112 PRO
2 3 115 VAL
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Mol | Chain | Res | Type
2 5 112 PRO
2 7 112 PRO
3 X 84 ASP
3 4 84 ASP
3 0 84 ASP
1 C 458 ASN
1 I 335 ILE
1 J 93 ALA
1 K 458 ASN
2 W 112 PRO
2 W 115 VAL
2 3 112 PRO
2 9 112 PRO
2 9 115 VAL
3 N 84 ASP
3 P 84 ASP
3 \Y 114 PRO
1 A 335 ILE
1 B 335 ILE
1 C 335 ILE
1 D 335 ILE
1 E 335 ILE
1 F 93 ALA
1 F 335 ILE
1 G 335 ILE
1 H 335 ILE
1 H 458 ASN
1 J 335 ILE
1 K 335 ILE
1 L 335 ILE
2 1 112 PRO
3 N 112 GLY
3 P 29 ILE
3 T 84 ASP
3 Z 84 ASP
3 2 29 ILE
3 6 29 ILE
3 8 29 ILE
2 U 112 PRO
3 N 29 ILE
3 R 29 ILE
3 T 29 ILE
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Mol | Chain | Res | Type
3 \Y 29 ILE
3 X 29 ILE
3 Z 29 ILE
3 4 29 ILE
3 0 29 ILE
2 Q 112 PRO
2 1 117 GLY
2 M 162 PRO
2 O 162 PRO
2 Q 162 PRO
2 S 162 PRO
2 U 162 PRO
2 W 162 PRO
2 1 162 PRO
2 3 162 PRO
2 5 162 PRO
2 7 162 PRO
2 9 162 PRO
2 Y 162 PRO

5.3.2 Protein sidechains ()

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 A 430/430 (100%) | 406 (94%) | 24 (6%) 211 49
1 B 430/430 (100%) | 406 (94%) | 24 (6%) 217 49
1 C 430/430 (100%) | 407 (95%) | 23 (5%) 221 51
1 D 430/430 (100%) | 405 (94%) | 25 (6%) 20 48
1 E 430/430 (100%) | 407 (95%) | 23 (5%) 22 51
1 F 430/430 (100%) | 405 (94%) | 25 (6%) 20 48
1 G 430/430 (100%) | 405 (94%) | 25 (6%) 20 48
1 H 430/430 (100%) | 407 (95%) | 23 (5%) 221 51
1 I 430/430 (100%) | 406 (94%) | 24 (6%) 211 49
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 J 430/430 (100%) | 406 (94%) | 24 (6%) 21 49
1 K 430/430 (100%) | 405 (94%) | 25 (6%) 20 48
1 L 430/430 (100%) | 406 (94%) | 24 (6%) 21 49
2 1 191/191 (100%) | 166 (87%) 21
2 3 191/191 (100%) | 166 (87%) 21
2 5 191/191 (100%) | 168 (88%) 23
2 7 191/191 (100%) | 163 (85%) 18
2 9 191/191 (100%) | 165 (86%) 21
2 M 191/191 (100%) | 167 (87%) 22
2 0] 191/191 (100%) | 164 (86%) 19
2 Q 191/191 (100%) | 166 (87%) 21
2 S 191/191 (100%) | 166 (87%) 21
2 U 191/191 (100%) | 165 (86%) 21
2 W 191/191 (100%) | 166 (87%) 21
2 Y 191/191 (100%) | 167 (87%) 22
3 0 174/181 (96%) | 162 (93%) | 12 (%) 15| 43
3 2 174/181 (96%) | 162 (93%) | 12 (7%) 15| 43
3 4 174/181 (96%) | 162 (93%) | 12 (%) 15| 43
3 6 174/181 (96%) | 162 (93%) | 12 (7%) 15| 43
3 8 174/181 (96%) | 162 (93%) | 12 (%) 15| 43
3 N 174/181 (96%) | 162 (93%) | 12 (%) 15| 43
3 P 174/181 (96%) | 162 (93%) | 12 (7%) 15| 43
3 R 174/181 (96%) | 162 (93%) | 12 (%) 15| 43
3 T 174/181 (96%) | 162 (93%) | 12 (7%) 15| 43
3 V 174/181 (96%) | 161 (92%) | 13 (8%) 13 41
3 X 174/181 (96%) | 162 (93%) | 12 (%) 15| 43
3 Z 174/181 (96%) | 161 (92%) | 13 (8%) 13 41

All | Al | 9540/9624 (99%) | 8802 (92%) | 738 (8%) 40

All (738) residues with a non-rotameric sidechain are listed below:

Mol | Chain

Res | Type

1 A

18 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 A 63 ASP
1 A 85 ASP
1 A 189 GLN
1 A 222 TRP
1 A 274 ILE
1 A 277 CYS
1 A 283 THR
1 A 294 PHE
1 A 296 ASN
1 A 321 ARG
1 A 325 GLU
1 A 327 GLN
1 A 331 LEU
1 A 340 GLU
1 A 347 ILE
1 A 348 ASP
1 A 380 LYS
1 A 384 VAL
1 A 387 LYS
1 A 421 TRP
1 A 457 GLU
1 A 483 ASN
1 A 497 ASN
1 B 18 HIS
1 B 63 ASP
1 B 85 ASP
1 B 189 GLN
1 B 222 TRP
1 B 274 ILE
1 B 277 CYS
1 B 283 THR
1 B 294 PHE
1 B 296 ASN
1 B 321 ARG
1 B 325 GLU
1 B 327 GLN
1 B 331 LEU
1 B 340 GLU
1 B 347 ILE
1 B 348 ASP
1 B 380 LYS
1 B 384 VAL
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Mol | Chain | Res | Type
1 B 387 LYS
1 B 421 TRP
1 B 457 GLU
1 B 483 ASN
1 B 497 ASN
1 C 18 HIS
1 C 85 ASP
1 C 189 GLN
1 C 222 TRP
1 C 274 ILE
1 C 277 CYS
1 C 283 THR
1 C 294 PHE
1 C 296 ASN
1 C 321 ARG
1 C 325 GLU
1 C 327 GLN
1 C 331 LEU
1 C 340 GLU
1 C 347 ILE
1 C 348 ASP
1 C 380 LYS
1 C 384 VAL
1 C 387 LYS
1 C 421 TRP
1 C 457 GLU
1 C 483 ASN
1 C 497 ASN
1 D 18 HIS
1 D 63 ASP
1 D 85 ASP
1 D 189 GLN
1 D 222 TRP
1 D 274 ILE
1 D 277 CYS
1 D 283 THR
1 D 294 PHE
1 D 296 ASN
1 D 321 ARG
1 D 325 GLU
1 D 327 GLN
1 D 331 LEU
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Mol | Chain | Res | Type
1 D 340 GLU
1 D 347 ILE
1 D 348 ASP
1 D 380 LYS
1 D 384 VAL
1 D 387 LYS
1 D 400 SER
1 D 421 TRP
1 D 457 GLU
1 D 483 ASN
1 D 497 ASN
1 E 18 HIS
1 E 85 ASP
1 E 189 GLN
1 E 222 TRP
1 E 274 ILE
1 E 277 CYS
1 E 283 THR
1 E 294 PHE
1 E 296 ASN
1 E 321 ARG
1 E 325 GLU
1 E 327 GLN
1 E 331 LEU
1 E 340 GLU
1 E 347 ILE
1 E 348 ASP
1 E 380 LYS
1 E 384 VAL
1 E 387 LYS
1 E 421 TRP
1 E 457 GLU
1 E 483 ASN
1 E 497 ASN
1 F 18 HIS
1 F 63 ASP
1 F 85 ASP
1 F 189 GLN
1 F 222 TRP
1 F 274 ILE
1 F 277 CYS
1 F 283 THR

Continued on next page...



Page 213

Full wwPDB X-ray Structure Validation Report

3SWHE

Continued from previous page...

Mol | Chain | Res | Type
1 F 294 PHE
1 F 296 ASN
1 F 321 ARG
1 F 325 GLU
1 F 327 GLN
1 F 331 LEU
1 F 340 GLU
1 F 347 ILE
1 F 348 ASP
1 F 380 LYS
1 F 384 VAL
1 F 387 LYS
1 F 400 SER
1 F 421 TRP
1 F 457 GLU
1 F 483 ASN
1 F 497 ASN
1 G 18 HIS
1 G 63 ASP
1 G 85 ASP
1 G 189 GLN
1 G 222 TRP
1 G 274 ILE
1 G 277 CYS
1 G 283 THR
1 G 294 PHE
1 G 296 ASN
1 G 321 ARG
1 G 325 GLU
1 G 327 GLN
1 G 331 LEU
1 G 340 GLU
1 G 347 ILE
1 G 348 ASP
1 G 380 LYS
1 G 384 VAL
1 G 387 LYS
1 G 400 SER
1 G 421 TRP
1 G 457 GLU
1 G 483 ASN
1 G 497 ASN
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Mol | Chain | Res | Type
1 H 18 HIS
1 H 85 ASP
1 H 189 GLN
1 H 222 TRP
1 H 274 ILE
1 H 277 CYS
1 H 283 THR
1 H 294 PHE
1 H 296 ASN
1 H 321 ARG
1 H 325 GLU
1 H 327 GLN
1 H 331 LEU
1 H 340 GLU
1 H 347 ILE
1 H 348 ASP
1 H 380 LYS
1 H 384 VAL
1 H 387 LYS
1 H 421 TRP
1 H 457 GLU
1 H 483 ASN
1 H 497 ASN
1 I 18 HIS
1 I 63 ASP
1 I 85 ASP
1 I 189 GLN
1 I 222 TRP
1 I 274 ILE
1 I 277 CYS
1 I 283 THR
1 I 294 PHE
1 I 296 ASN
1 I 321 ARG
1 I 325 GLU
1 I 327 GLN
1 I 331 LEU
1 I 340 GLU
1 I 347 ILE
1 I 348 ASP
1 I 380 LYS
1 I 384 VAL
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Mol | Chain | Res | Type
1 I 387 LYS
1 | 421 TRP
1 I 457 GLU
1 I 483 ASN
1 I 497 ASN
1 J 18 HIS
1 J 85 ASP
1 J 189 GLN
1 J 222 TRP
1 J 274 ILE
1 J 277 CYS
1 J 283 THR
1 J 294 PHE
1 J 296 ASN
1 J 321 ARG
1 J 325 GLU
1 J 327 GLN
1 J 331 LEU
1 J 340 GLU
1 J 347 ILE
1 J 348 ASP
1 J 380 LYS
1 J 384 VAL
1 J 387 LYS
1 J 400 SER
1 J 421 TRP
1 J 457 GLU
1 J 483 ASN
1 J 497 ASN
1 K 18 HIS
1 K 63 ASP
1 K 85 ASP
1 K 189 GLN
1 K 222 TRP
1 K 274 ILE
1 K 277 CYS
1 K 283 THR
1 K 294 PHE
1 K 296 ASN
1 K 321 ARG
1 K 325 GLU
1 K 327 GLN
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Mol | Chain | Res | Type
1 K 331 LEU
1 K 340 GLU
1 K 347 ILE
1 K 348 ASP
1 K 380 LYS
1 K 384 VAL
1 K 387 LYS
1 K 400 SER
1 K 421 TRP
1 K 457 GLU
1 K 483 ASN
1 K 497 ASN
1 L 18 HIS
1 L 85 ASP
1 L 189 GLN
1 L 222 TRP
1 L 274 ILE
1 L 277 CYS
1 L 283 THR
1 L 294 PHE
1 L 296 ASN
1 L 321 ARG
1 L 325 GLU
1 L 327 GLN
1 L 331 LEU
1 L 340 GLU
1 L 347 ILE
1 L 348 ASP
1 L 380 LYS
1 L 384 VAL
1 L 387 LYS
1 L 400 SER
1 L 421 TRP
1 L 457 GLU
1 L 483 ASN
1 L 497 ASN
2 M 24 VAL
2 M 34 LEU
2 M 39 GLN
2 M 43 GLN
2 M 45 LEU
2 M 51 ILE
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Mol | Chain | Res | Type
2 M 54 TYR
2 M 64 PHE
2 M 69 THR
2 M 73 HIS
2 M 74 THR
2 M 82 GLU
2 M 83 MET
2 M 91 THR
2 M 99 VAL
2 M 100 GLU
2 M 108 PHE
2 M 110 TYR
2 M 111 TYR
2 M 118 GLN
2 M 123 THR
2 M 143 SER
2 M 163 VAL
2 M 219 LYS
2 O 24 VAL
2 O 34 LEU
2 O 39 GLN
2 O 43 GLN
2 O 45 LEU
2 O 51 ILE
2 O 54 TYR
2 O 64 PHE
2 O 69 THR
2 O 73 HIS
2 O 74 THR
2 O 82 GLU
2 O 83 MET
2 O 91 THR
2 O 99 VAL
2 O 100 GLU
2 O 108 PHE
2 O 110 TYR
2 O 111 TYR
2 O 113 MET
2 O 118 GLN
2 O 121 MET
2 O 123 THR
2 O 125 SER
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Mol | Chain | Res | Type
2 O 143 SER
2 O 163 VAL
2 O 219 LYS
2 Q 24 VAL
2 Q 34 LEU
2 Q 39 GLN
2 Q 43 GLN
2 Q 45 LEU
2 Q 51 ILE
2 Q 54 TYR
2 Q 64 PHE
2 Q 69 THR
2 Q 73 HIS
2 Q 74 THR
2 Q 82 GLU
2 Q 83 MET
2 Q 91 THR
2 Q 99 VAL
2 Q 100 GLU
2 Q 108 PHE
2 Q 110 TYR
2 Q 111 TYR
2 Q 118 GLN
2 Q 121 MET
2 Q 123 THR
2 Q 143 SER
2 Q 163 VAL
2 Q 219 LYS
2 S 24 VAL
2 S 34 LEU
2 S 39 GLN
2 S 43 GLN
2 S 45 LEU
2 S 51 ILE
2 S 54 TYR
2 S 64 PHE
2 S 69 THR
2 S 73 HIS
2 S 74 THR
2 S 82 GLU
2 S 83 MET
2 S 91 THR
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Mol | Chain | Res | Type
2 S 99 VAL
2 S 100 GLU
2 S 108 PHE
2 S 110 TYR
2 S 111 TYR
2 S 118 GLN
2 S 121 MET
2 S 123 THR
2 S 143 SER
2 S 163 VAL
2 S 219 LYS
2 U 24 VAL
2 U 34 LEU
2 U 39 GLN
2 U 43 GLN
2 U 45 LEU
2 U 51 ILE
2 U 54 TYR
2 U 64 PHE
2 U 69 THR
2 U 73 HIS
2 U 74 THR
2 U 82 GLU
2 U 83 MET
2 U 91 THR
2 U 99 VAL
2 U 100 GLU
2 U 108 PHE
2 U 110 TYR
2 U 111 TYR
2 U 118 GLN
2 U 121 MET
2 U 123 THR
2 U 125 SER
2 U 143 SER
2 U 163 VAL
2 U 219 LYS
2 W 24 VAL
2 W 34 LEU
2 W 39 GLN
2 W 43 GLN
2 W 45 LEU
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Mol | Chain | Res | Type
2 W 51 ILE
2 W 54 TYR
2 W 64 PHE
2 W 69 THR
2 W 73 HIS
2 W 74 THR
2 W 82 GLU
2 W 83 MET
2 W 91 THR
2 W 99 VAL
2 W 100 GLU
2 W 108 PHE
2 W 110 TYR
2 W 111 TYR
2 W 118 GLN
2 W 121 MET
2 W 122 VAL
2 W 143 SER
2 W 163 VAL
2 W 219 LYS
2 Y 24 VAL
2 Y 34 LEU
2 Y 39 GLN
2 Y 43 GLN
2 Y 45 LEU
2 Y 51 ILE
2 Y 54 TYR
2 Y 64 PHE
2 Y 69 THR
2 Y 73 HIS
2 Y 74 THR
2 Y 82 GLU
2 Y 83 MET
2 Y 91 THR
2 Y 99 VAL
2 Y 100 GLU
2 Y 108 PHE
2 Y 110 TYR
2 Y 111 TYR
2 Y 118 GLN
2 Y 123 THR
2 Y 143 SER

Continued on next page...



Page 221

Full wwPDB X-ray Structure Validation Report

3SWHE

Continued from previous page...

Mol | Chain | Res | Type
2 Y 163 VAL
2 Y 219 LYS
2 1 24 VAL
2 1 34 LEU
2 1 39 GLN
2 1 43 GLN
2 1 45 LEU
2 1 51 ILE
2 1 54 TYR
2 1 64 PHE
2 1 69 THR
2 1 73 HIS
2 1 74 THR
2 1 82 GLU
2 1 83 MET
2 1 91 THR
2 1 99 VAL
2 1 100 GLU
2 1 108 PHE
2 1 110 TYR
2 1 111 TYR
2 1 118 GLN
2 1 123 THR
2 1 125 SER
2 1 143 SER
2 1 163 VAL
2 1 219 LYS
2 3 24 VAL
2 3 34 LEU
2 3 39 GLN
2 3 43 GLN
2 3 45 LEU
2 3 51 ILE
2 3 54 TYR
2 3 64 PHE
2 3 69 THR
2 3 73 HIS
2 3 74 THR
2 3 82 GLU
2 3 83 MET
2 3 91 THR
2 3 99 VAL
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Mol | Chain | Res | Type
2 3 100 GLU
2 3 108 PHE
2 3 110 TYR
2 3 111 TYR
2 3 118 GLN
2 3 121 MET
2 3 125 SER
2 3 143 SER
2 3 163 VAL
2 3 219 LYS
2 5 24 VAL
2 5 34 LEU
2 5 39 GLN
2 5 43 GLN
2 5 51 ILE
2 5 54 TYR
2 5 64 PHE
2 5 69 THR
2 5 73 HIS
2 5 74 THR
2 5 82 GLU
2 5 83 MET
2 5 91 THR
2 5 99 VAL
2 5 100 GLU
2 5 108 PHE
2 5 110 TYR
2 5 111 TYR
2 5 118 GLN
2 5 123 THR
2 5 143 SER
2 5 163 VAL
2 5 219 LYS
2 7 24 VAL
2 7 34 LEU
2 7 39 GLN
2 7 43 GLN
2 7 45 LEU
2 7 51 ILE
2 7 54 TYR
2 7 64 PHE
2 7 69 THR
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Mol | Chain | Res | Type
2 7 73 HIS
2 7 74 THR
2 7 82 GLU
2 7 83 MET
2 7 91 THR
2 7 99 VAL
2 7 100 GLU
2 7 108 PHE
2 7 110 TYR
2 7 111 TYR
2 7 113 MET
2 7 118 GLN
2 7 121 MET
2 7 123 THR
2 7 125 SER
2 7 126 SER
2 7 143 SER
2 7 163 VAL
2 7 219 LYS
2 9 24 VAL
2 9 34 LEU
2 9 39 GLN
2 9 43 GLN
2 9 45 LEU
2 9 51 ILE
2 9 54 TYR
2 9 64 PHE
2 9 69 THR
2 9 73 HIS
2 9 74 THR
2 9 82 GLU
2 9 83 MET
2 9 91 THR
2 9 99 VAL
2 9 100 GLU
2 9 108 PHE
2 9 110 TYR
2 9 111 TYR
2 9 118 GLN
2 9 121 MET
2 9 123 THR
2 9 125 SER
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Mol | Chain | Res | Type
2 9 143 SER
2 9 163 VAL
2 9 219 LYS
3 N 18 VAL
3 N 97 LEU
3 N 102 PHE
3 N 109 THR
3 N 134 LYS
3 N 154 LYS
3 N 165 GLU
3 N 167 THR
3 N 172 GLN
3 N 174 ASN
3 N 176 LYS
3 N 180 SER
3 P 18 VAL
3 P 97 LEU
3 P 102 PHE
3 P 109 THR
3 P 134 LYS
3 P 154 LYS
3 P 165 GLU
3 P 167 THR
3 P 172 GLN
3 P 174 ASN
3 P 176 LYS
3 P 180 SER
3 R 18 VAL
3 R 97 LEU
3 R 102 PHE
3 R 109 THR
3 R 134 LYS
3 R 154 LYS
3 R 165 GLU
3 R 167 THR
3 R 172 GLN
3 R 174 ASN
3 R 176 LYS
3 R 180 SER
3 T 18 VAL
3 T 97 LEU
3 T 102 PHE
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Mol | Chain | Res | Type
3 T 109 THR
3 T 134 LYS
3 T 154 LYS
3 T 165 GLU
3 T 167 THR
3 T 172 GLN
3 T 174 ASN
3 T 176 LYS
3 T 180 SER
3 \Y 18 VAL
3 \Y 51 SER
3 A% 97 LEU
3 \Y 102 PHE
3 \Y 109 THR
3 \Y 134 LYS
3 \Y 154 LYS
3 \Y 165 GLU
3 \Y 167 THR
3 \Y 172 GLN
3 \Y 174 ASN
3 \Y 176 LYS
3 \Y 180 SER
3 X 18 VAL
3 X 97 LEU
3 X 102 PHE
3 X 109 THR
3 X 134 LYS
3 X 154 LYS
3 X 165 GLU
3 X 167 THR
3 X 172 GLN
3 X 174 ASN
3 X 176 LYS
3 X 180 SER
3 Z 18 VAL
3 Z 51 SER
3 Z 97 LEU
3 Z 102 PHE
3 7 109 THR
3 V/ 134 LYS
3 / 154 LYS
3 Z 165 GLU
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Mol | Chain | Res | Type
3 Z 167 THR
3 Z 172 GLN
3 Z 174 ASN
3 Z 176 LYS
3 Z 180 SER
3 2 18 VAL
3 2 97 LEU
3 2 102 PHE
3 2 109 THR
3 2 134 LYS
3 2 154 LYS
3 2 165 GLU
3 2 167 THR
3 2 172 GLN
3 2 174 ASN
3 2 176 LYS
3 2 180 SER
3 4 18 VAL
3 4 97 LEU
3 4 102 PHE
3 4 109 THR
3 4 134 LYS
3 4 154 LYS
3 4 165 GLU
3 4 167 THR
3 4 172 GLN
3 4 174 ASN
3 4 176 LYS
3 4 180 SER
3 6 18 VAL
3 6 97 LEU
3 6 102 PHE
3 6 109 THR
3 6 134 LYS
3 6 154 LYS
3 6 165 GLU
3 6 167 THR
3 6 172 GLN
3 6 174 ASN
3 6 176 LYS
3 6 180 SER
3 8 18 VAL
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Mol | Chain | Res | Type
3 8 97 LEU
3 8 102 PHE
3 8 109 THR
3 8 134 LYS
3 8 154 LYS
3 8 165 GLU
3 8 167 THR
3 8 172 GLN
3 8 174 ASN
3 8 176 LYS
3 8 180 SER
3 0 18 VAL
3 0 97 LEU
3 0 102 PHE
3 0 109 THR
3 0 134 LYS
3 0 154 LYS
3 0 165 GLU
3 0 167 THR
3 0 172 GLN
3 0 174 ASN
3 0 176 LYS
3 0 180 SER

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (369)
such sidechains are listed below:

Mol | Chain | Res | Type
1 A 18 HIS
1 A 53 ASN
1 A 54 ASN
1 A 80 GLN
1 A 96 ASN
1 A 137 ASN
1 A 171 ASN
1 A 189 GLN
1 A 210 GLN
1 A 211 GLN
1 A 246 ASN
1 A 290 ASN
1 A 322 ASN
1 A 341 ASN
1 A 371 GLN
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Mol | Chain | Res | Type
1 A 407 GLN
1 A 424 ASN
1 A 458 ASN
1 A 497 ASN
1 A 501 GLN
1 B 18 HIS
1 B 53 ASN
1 B 54 ASN
1 B 80 GLN
1 B 96 ASN
1 B 137 ASN
1 B 171 ASN
1 B 189 GLN
1 B 211 GLN
1 B 216 ASN
1 B 290 ASN
1 B 322 ASN
1 B 341 ASN
1 B 371 GLN
1 B 407 GLN
1 B 424 ASN
1 B 458 ASN
1 B 497 ASN
1 B 501 GLN
1 C 18 HIS
1 C 53 ASN
1 C 54 ASN
1 C 80 GLN
1 C 96 ASN
1 C 137 ASN
1 C 171 ASN
1 C 189 GLN
1 C 211 GLN
1 C 216 ASN
1 C 246 ASN
1 C 290 ASN
1 C 322 ASN
1 C 341 ASN
1 C 407 GLN
1 C 424 ASN
1 C 458 ASN
1 C 497 ASN
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Mol | Chain | Res | Type
1 C 501 GLN
1 D 18 HIS
1 D 53 ASN
1 D 54 ASN
1 D 80 GLN
1 D 96 ASN
1 D 137 ASN
1 D 171 ASN
1 D 189 GLN
1 D 211 GLN
1 D 216 ASN
1 D 246 ASN
1 D 290 ASN
1 D 322 ASN
1 D 341 ASN
1 D 371 GLN
1 D 407 GLN
1 D 424 ASN
1 D 458 ASN
1 D 497 ASN
1 D 501 GLN
1 E 18 HIS
1 E 53 ASN
1 E 54 ASN
1 E 80 GLN
1 E 96 ASN
1 E 137 ASN
1 E 171 ASN
1 E 189 GLN
1 E 210 GLN
1 E 211 GLN
1 E 246 ASN
1 E 290 ASN
1 E 322 ASN
1 E 341 ASN
1 E 371 GLN
1 E 382 ASN
1 E 407 GLN
1 E 424 ASN
1 E 458 ASN
1 E 497 ASN
1 E 501 GLN
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Mol | Chain | Res | Type
1 F 18 HIS
1 F 53 ASN
1 F 54 ASN
1 F 80 GLN
1 F 96 ASN
1 F 137 ASN
1 F 171 ASN
1 F 189 GLN
1 F 211 GLN
1 F 246 ASN
1 F 290 ASN
1 F 322 ASN
1 F 341 ASN
1 F 407 GLN
1 F 424 ASN
1 F 458 ASN
1 F 497 ASN
1 F 501 GLN
1 G 18 HIS
1 G 53 ASN
1 G 54 ASN
1 G 80 GLN
1 G 96 ASN
1 G 137 ASN
1 G 171 ASN
1 G 189 GLN
1 G 210 GLN
1 G 211 GLN
1 G 216 ASN
1 G 246 ASN
1 G 290 ASN
1 G 322 ASN
1 G 341 ASN
1 G 407 GLN
1 G 424 ASN
1 G 458 ASN
1 G 497 ASN
1 G 501 GLN
1 H 17 HIS
1 H 18 HIS
1 H 53 ASN
1 H 54 ASN
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Mol | Chain | Res | Type
1 H 80 GLN
1 H 96 ASN
1 H 137 ASN
1 H 171 ASN
1 H 189 GLN
1 H 210 GLN
1 H 211 GLN
1 H 216 ASN
1 H 290 ASN
1 H 322 ASN
1 H 341 ASN
1 H 407 GLN
1 H 424 ASN
1 H 458 ASN
1 H 497 ASN
1 H 501 GLN
1 I 18 HIS
1 I 53 ASN
1 I 54 ASN
1 I 80 GLN
1 I 96 ASN
1 I 137 ASN
1 I 171 ASN
1 I 189 GLN
1 I 210 GLN
1 I 211 GLN
1 I 216 ASN
1 I 246 ASN
1 I 290 ASN
1 I 322 ASN
1 I 341 ASN
1 I 371 GLN
1 I 407 GLN
1 I 424 ASN
1 I 458 ASN
1 I 497 ASN
1 I 501 GLN
1 J 17 HIS
1 J 18 HIS
1 J 53 ASN
1 J 54 ASN
1 J 80 GLN
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Mol | Chain | Res | Type
1 J 96 ASN
1 J 137 ASN
1 J 171 ASN
1 J 189 GLN
1 J 210 GLN
1 J 211 GLN
1 J 216 ASN
1 J 246 ASN
1 J 290 ASN
1 J 322 ASN
1 J 341 ASN
1 J 371 GLN
1 J 407 GLN
1 J 424 ASN
1 J 458 ASN
1 J 497 ASN
1 J 501 GLN
1 K 18 HIS
1 K 53 ASN
1 K 54 ASN
1 K 80 GLN
1 K 96 ASN
1 K 137 ASN
1 K 171 ASN
1 K 189 GLN
1 K 210 GLN
1 K 211 GLN
1 K 290 ASN
1 K 322 ASN
1 K 341 ASN
1 K 371 GLN
1 K 407 GLN
1 K 424 ASN
1 K 458 ASN
1 K 497 ASN
1 K 501 GLN
1 L 18 HIS
1 L 53 ASN
1 L 54 ASN
1 L 80 GLN
1 L 96 ASN
1 L 137 ASN

Continued on next page...



Page 233

Full wwPDB X-ray Structure Validation Report

3SWHE

Continued from previous page...

Mol | Chain | Res | Type
1 L 171 ASN
1 L 189 GLN
1 L 211 GLN
1 L 216 ASN
1 L 246 ASN
1 L 290 ASN
1 L 322 ASN
1 L 341 ASN
1 L 407 GLN
1 L 424 ASN
1 L 458 ASN
1 L 497 ASN
1 L 501 GLN
2 M 1 GLN
2 M 6 GLN
2 M 39 GLN
2 M 57 GLN
2 M 210 ASN
2 O 1 GLN
2 O 6 GLN
2 O 39 GLN
2 O 57 GLN
2 O 210 ASN
2 Q 1 GLN
2 Q 6 GLN
2 Q 39 GLN
2 Q 210 ASN
2 S 1 GLN
2 S 6 GLN
2 S 39 GLN
2 S 57 GLN
2 S 210 ASN
2 U 1 GLN
2 U 6 GLN
2 U 39 GLN
2 U 210 ASN
2 W 1 GLN
2 W 6 GLN
2 W 39 GLN
2 W 210 ASN
2 Y 1 GLN
2 Y 6 GLN
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Mol | Chain | Res | Type
2 Y 39 GLN
2 Y 210 ASN
2 1 1 GLN
2 1 6 GLN
2 1 39 GLN
2 1 210 ASN
2 3 1 GLN
2 3 6 GLN
2 3 39 GLN
2 3 210 ASN
2 5 1 GLN
2 5 6 GLN
2 5 39 GLN
2 5 57 GLN
2 5 210 ASN
2 7 1 GLN
2 7 6 GLN
2 7 39 GLN
2 7 57 GLN
2 7 210 ASN
2 9 1 GLN
2 9 6 GLN
2 9 39 GLN
2 9 57 GLN
2 9 210 ASN
3 N 6 GLN
3 N 81 GLN
3 N 133 ASN
3 N 172 GLN
3 N 199 GLN
3 P 6 GLN
3 P 36 HIS
3 P 40 GLN
3 P 81 GLN
3 P 133 ASN
3 P 172 GLN
3 P 174 ASN
3 P 199 GLN
3 R 6 GLN
3 R 36 HIS
3 R 81 GLN
3 R 133 ASN
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Mol | Chain | Res | Type
3 R 172 GLN
3 R 199 GLN
3 T 6 GLN
3 T 36 HIS
3 T 40 GLN
3 T 81 GLN
3 T 133 ASN
3 T 172 GLN
3 T 174 ASN
3 T 199 GLN
3 \Y 6 GLN
3 A% 36 HIS
3 \Y 81 GLN
3 \Y 133 ASN
3 \Y 172 GLN
3 \Y 199 GLN
3 X 6 GLN
3 X 36 HIS
3 X 81 GLN
3 X 133 ASN
3 X 172 GLN
3 X 174 ASN
3 X 199 GLN
3 Z 6 GLN
3 Z 36 HIS
3 / 81 GLN
3 / 133 ASN
3 Z 172 GLN
3 Z 174 ASN
3 Z 199 GLN
3 2 6 GLN
3 2 81 GLN
3 2 133 ASN
3 2 172 GLN
3 2 199 GLN
3 4 6 GLN
3 4 81 GLN
3 4 133 ASN
3 4 172 GLN
3 4 174 ASN
3 4 199 GLN
3 6 6 GLN
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Mol | Chain | Res | Type
3 6 36 HIS
3 6 81 GLN
3 6 133 ASN
3 6 172 GLN
3 6 199 GLN
3 8 6 GLN
3 8 36 HIS
3 8 40 GLN
3 8 81 GLN
3 8 133 ASN
3 8 172 GLN
3 8 199 GLN
3 0 6 GLN
3 0 40 GLN
3 0 81 GLN
3 0 133 ASN
3 0 172 GLN
3 0 199 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

192 monosaccharides are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " RMSZ | #(7] > 2| Counts | RMSZ | #]Z] > 2
6 | NAG| AA | 1 [ 1,6 |[141415] 089 | 1 (7%) | 17,1921 | 1.17 | 2 (11%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 11|52
6 NAG AA 2 6 14,14,15 | 0.76 0 17,19,21 | 0.67 0
6 BMA AA 3 6 11,11,12 | 0.76 0 15,15,17 | 0.30 0
4 NAG BA 1 1,4 | 14,1415 | 0.63 0 17,19,21 | 0.69 1 (5%)
4 NAG BA 2 4 14,14,15 | 0.50 0 17,19,21 | 0.71 0
4 BMA BA 3 4 11,11,12 | 0.84 0 15,15,17 | 0.56 0
4 MAN BA 4 4 11,11,12 | 1.04 1 (9%) | 15,1517 | 1.28 1 (6%)
4 MAN BA 5 4 11,11,12 | 0.77 0 15,15,17 | 0.94 1 (6%)
4 MAN BA 6 4 11,11,12 | 0.60 0 15,15,17 | 0.69 0
4 MAN BA 7 4 11,11,12 | 0.72 0 15,15,17 | 0.62 0
5 NAG CA 1 1,5 | 14,14,15 | 0.89 0 17,19,21 | 1.09 1 (5%)
5 NAG CA 2 5 14,14,15 | 0.87 1 (7%) | 17,1921 | 1.26 2 (11%)
5 BMA CA 3 5 11,11,12 | 0.81 0 15,15,17 | 0.78 1 (6%)
5 MAN CA 4 5 11,11,12 | 0.84 0 15,15,17 | 1.28 1 (6%)
5 MAN CA 5 5 11,11,12 | 0.67 0 15,15,17 | 0.81 1 (6%)
5 MAN CA 6 5 11,11,12 | 0.77 0 15,15,17 | 0.79 1 (6%)
6 NAG DA 1 1,6 | 14,14,15 | 0.86 1 (7%) | 17,1921 | 1.17 | 2 (11%)
6 NAG DA 2 6 14,14,15 | 0.74 0 17,19,21 | 0.71 0
6 BMA DA 3 6 11,11,12 | 0.79 0 15,15,17 | 0.32 0
4 NAG EA 1 1,4 | 14,1415 | 0.54 0 17,19,21 | 0.68 1 (5%)
4 NAG EA 2 4 14,14,15 | 0.59 0 17,19,21 | 0.71 1 (5%)
4 BMA EA 3 4 11,11,12 | 0.92 1 (9%) | 15,1517 | 0.52 0
4 MAN EA 4 4 11,11,12 | 1.09 1 (9%) | 15,1517 | 1.26 1 (6%)
4 MAN EA 5 4 11,11,12 | 0.69 0 15,15,17 | 0.89 1 (6%)
4 MAN EA 6 4 11,11,12 | 0.64 0 15,1517 | 0.71 0
4 MAN EA 7 4 11,11,12 | 0.65 0 15,15,17 | 0.65 0
5 NAG FA 1 1,6 | 14,14,15 | 0.90 0 17,19,21 | 1.06 1 (5%)
5 NAG FA 2 5 14,14,15 | 0.87 1 (7%) | 17,1921 | 1.19 2 (11%)
5) BMA FA 3 5 11,11,12 | 0.90 1 (9%) | 15,1517 | 0.77 1 (6%)
5 MAN FA 4 5 11,11,12 | 0.86 15,15,17 | 1.27 1 (6%)
5 MAN FA 5 5 11,11,12 | 0.68 15,15,17 | 0.80 1 (6%)
5 MAN FA 6 5 11,11,12 | 0.73 15,1517 | 0.74 1 (6%)
6 NAG GA 1 1,6 | 14,14,15 | 0.97 1(7%) | 17,1921 | 117 | 2 (11%)
6 NAG GA 2 6 14,14,15 | 0.78 1 (7%) | 17,1921 | 0.67 0
6 BMA GA 3 6 11,11,12 | 0.74 0 15,15,17 | 0.30 0
4 NAG HA 1 1,4 | 14,1415 | 0.74 1 (7%) | 17,19,21 | 0.69 1 (5%)
4 NAG HA 2 4 14,14,15 | 0.56 0 17,19,21 | 0.71 0
4 BMA HA 3 4 11,11,12 | 0.86 1 (9%) | 15,1517 | 0.52 0
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 41|52
4 MAN HA 4 4 11,11,12 | 1.16 1 (9%) | 15,1517 | 1.32 1 (6%)
4 MAN HA 5 4 11,11,12 | 0.78 0 15,15,17 | 0.95 1 (6%)

4 MAN HA 6 4 11,11,12 | 0.68 0 15,15,17 | 0.67 0
4 MAN HA 7 4 11,11,12 | 0.76 0 15,15,17 | 0.64 0
5 NAG IA 1 1,5 | 14,14,15 | 0.88 0 17,19,21 | 1.05 1 (5%)
5 NAG IA 2 5 14,14,15 | 0.89 1 (7%) |17,19,21 | 1.23 2 (11%)
5 BMA IA 3 5 11,11,12 | 0.83 0 15,15,17 | 0.79 1 (6%)
5 MAN IA 4 5 11,11,12 | 0.86 0 15,1517 | 1.27 1 (6%)
5 MAN IA 5 5 11,11,12 | 0.69 0 15,15,17 | 0.83 1 (6%)
5 MAN IA 6 5 11,11,12 | 0.70 0 15,15,17 | 0.76 1 (6%)
6 NAG JA 1 1,6 | 14,14,15 | 0.93 1 (7%) | 17,1921 | 1.16 2 (11%)
6 NAG JA 2 6 14,14,15 | 0.74 0 17,19,21 | 0.70 0
6 BMA JA 3 6 11,11,12 | 0.77 0 15,15,17 | 0.32 0
4 NAG a 1 1,4 | 14,1415 | 0.57 0 17,19,21 | 0.72 1 (5%)
4 NAG a 2 4 14,14,15 | 0.55 0 17,19,21 | 0.70 1 (5%)
4 BMA a 3 4 11,11,12 | 0.95 1 (9%) | 15,1517 | 0.51 0
4 MAN a 4 4 11,11,12 | 1.08 1 (9%) | 15,1517 | 1.27 1 (6%)
4 MAN a 5 4 11,11,12 | 0.74 0 15,15,17 | 0.90 1 (6%)
4 MAN a 6 4 11,11,12 | 0.64 0 15,15,17 | 0.68 0
4 MAN a 7 4 11,11,12 | 0.77 0 15,15,17 | 0.64 0
5 NAG b 1 1,5 | 14,1415 | 0.78 0 17,1921 | 1.04 1 (5%)
5 NAG b 2 5 14,14,15 | 0.83 1 (7%) |17,19,21 | 1.23 2 (11%)
5 BMA b 3 5 11,11,12 | 0.95 1 (9%) | 15,1517 | 0.78 1 (6%)
5 MAN b 4 5 11,11,12 | 0.92 0 15,15,17 | 1.21 1 (6%)
5 MAN b 5 5 11,11,12 | 0.67 0 15,15,17 | 0.85 1 (6%)
5 MAN b 6 5 11,11,12 | 0.65 0 15,15,17 | 0.78 1 (6%)
6 NAG ¢ 1 1,6 | 14,14,15 | 0.79 0 17,1921 | 1.21 2 (11%)
6 NAG ¢ 2 6 14,14,15 | 0.78 1 (7%) | 17,19,21 | 0.69 0
6 BMA ¢ 3 6 11,11,12 | 0.76 0 15,15,17 | 0.32 0
4 NAG d 1 1,4 | 14,1415 | 0.62 0 17,19,21 | 0.67 1 (5%)
4 NAG d 2 4 14,14,15 | 0.48 0 17,19,21 | 0.77 1 (5%)
4 BMA d 3 4 11,11,12 | 0.94 1 (9%) | 15,1517 | 0.56 0
4 MAN d 4 4 11,11,12 | 1.06 1 (9%) | 15,1517 | 1.28 1 (6%)
4 MAN d 5 4 11,11,12 | 0.82 0 15,15,17 | 0.95 1 (6%)
4 MAN d 6 4 11,11,12 | 0.64 0 15,15,17 | 0.68 0
4 MAN d 7 4 11,11,12 | 0.76 0 15,15,17 | 0.59 0
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 41|52
5 NAG e 1 1,6 | 14,14,15 | 0.90 0 17,19,21 | 1.06 1 (5%)
5 NAG e 2 5 14,14,15 | 0.94 1 (7%) | 17,1921 | 1.17 | 2 (11%)
5 BMA e 3 5 11,11,12 | 0.79 0 15,15,17 | 0.78 1 (6%)
5 MAN e 4 5 11,11,12 | 0.92 1 (9%) | 15,1517 | 1.26 1 (6%)
5 MAN e 5 5 11,11,12 | 0.69 0 15,15,17 | 0.82 1 (6%)
5 MAN e 6 5 11,11,12 | 0.72 0 15,15,17 | 0.76 1 (6%)
6 NAG f 1 1,6 | 14,14,15 | 0.82 0 17,1921 | 1.24 2 (11%)

6 NAG f 2 6 14,14,15 | 0.76 1 (7%) |17,19,21 | 0.70 0
6 BMA f 3 6 11,11,12 | 0.76 0 15,15,17 | 0.29 0
4 NAG g 1 1,4 | 14,14,15 | 0.54 0 17,19,21 | 0.68 1 (5%)
4 NAG g 2 4 14,14,15 | 0.51 0 17,19,21 | 0.72 1 (5%)
4 BMA g 3 4 11,11,12 | 0.94 1 (9%) | 15,1517 | 0.54 0
4 MAN g 4 4 11,11,12 | 1.09 1 (9%) | 15,1517 | 1.26 1 (6%)
4 MAN g 5 4 11,11,12 | 0.75 0 15,15,17 | 0.90 1 (6%)
4 MAN g 6 4 11,11,12 | 0.64 0 15,15,17 | 0.70 0
4 MAN g 7 4 11,11,12 | 0.77 0 15,15,17 | 0.63 0
5 NAG h 1 1,6 | 14,1415 | 0.79 0 17,1921 | 1.11 1 (5%)
D NAG h 2 5 14,14,15 | 0.84 1 (7%) | 17,1921 | 1.29 2 (11%)
5 BMA h 3 5 11,11,12 | 0.75 0 15,15,17 | 0.86 1 (6%)
5 MAN h 4 5 11,11,12 | 0.84 0 15,1517 | 1.27 1 (6%)
5 MAN h 5 5 11,11,12 | 0.64 0 15,15,17 | 0.81 1 (6%)
5 MAN h 6 5 11,11,12 | 0.70 0 15,15,17 | 0.81 1 (6%)
6 NAG i 1 1,6 | 14,14,15 | 0.89 1 (7%) | 17,1921 | 1.17 | 2 (11%)
6 NAG i 2 6 14,14,15 | 0.86 1 (7%) | 17,1921 | 0.71 0
6 BMA i 3 6 11,11,12 | 0.77 0 15,15,17 | 0.33 0
4 NAG j 1 1,4 | 14,1415 | 0.62 0 17,19,21 | 0.66 1 (5%)
4 NAG j 2 4 14,14,15 | 0.61 0 17,1921 | 0.73 1 (5%)
4 BMA j 3 4 11,11,12 | 0.86 1 (9%) | 15,1517 | 0.50 0
4 MAN j 4 4 11,11,12 | 1.09 1(9%) | 15,1517 | 1.29 1 (6%)
4 MAN j 5 4 11,11,12 | 0.77 0 15,15,17 | 0.94 1 (6%)
4 MAN j 6 4 11,11,12 | 0.63 0 15,15,17 | 0.67 0
4 MAN j 7 4 11,11,12 | 0.69 0 15,15,17 | 0.59 0
5 NAG k 1 1,5 | 14,14,15 | 0.84 0 17,1921 | 1.11 1 (5%)
5 NAG k 2 5 14,14,15 | 0.87 1 (7%) | 17,1921 | 1.23 2 (11%)
5 BMA k 3 5 11,11,12 | 0.90 1 (9%) | 15,15,17 | 0.80 1 (6%)
5) MAN k 4 5 11,11,12 | 0.92 1 (9%) | 15,1517 | 1.25 1 (6%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 41|52
5 MAN k 5 5 11,11,12 | 0.68 0 15,15,17 | 0.83 1 (6%)
5 MAN k 6 5 11,11,12 | 0.73 0 15,1517 | 0.77 1 (6%)
6 NAG 1 1 1,6 | 14,14,15 | 0.87 1 (7%) | 17,1921 | 1.16 2 (11%)

6 NAG 1 2 6 14,14,15 | 0.79 1 (7%) | 17,1921 | 0.67 0
6 BMA 1 3 6 11,11,12 | 0.73 0 15,15,17 | 0.30 0
4 NAG m 1 1,4 | 14,1415 | 0.51 0 17,19,21 | 0.68 1 (5%)
4 NAG m 2 4 14,14,15 | 0.40 0 17,19,21 | 0.75 1 (5%)
4 BMA m 3 4 11,11,12 | 1.03 1 (9%) | 15,1517 | 0.54 0
4 MAN m 4 4 11,11,12 | 1.13 1 (9%) | 15,1517 | 1.27 1 (6%)
4 MAN m 5 4 11,11,12 | 0.74 0 15,15,17 | 0.88 2 (13%)
4 MAN m 6 4 11,11,12 | 0.59 0 15,15,17 | 0.68 0
4 MAN m 7 4 11,11,12 | 0.81 0 15,15,17 | 0.67 0
5 NAG n 1 1,6 | 14,14,15 | 0.81 0 17,19,21 | 1.06 1 (5%)
5 NAG n 2 5 14,14,15 | 0.84 1(7%) | 17,1921 | 1.25 2 (11%)
5 BMA n 3 5 11,11,12 | 0.87 0 15,15,17 | 0.79 1 (6%)
5 MAN n 4 5 11,11,12 | 0.89 0 15,15,17 | 1.25 1 (6%)
5 MAN n 5 5 11,11,12 | 0.72 0 15,15,17 | 0.85 1 (6%)
D MAN n 6 5 11,11,12 | 0.66 0 15,15,17 | 0.78 1 (6%)
6 NAG 0 1 1,6 | 14,14,15| 0.85 1 (7%) | 17,1921 | 1.23 2 (11%)
6 NAG 0 2 6 14,14,15 | 0.72 0 17,19,21 | 0.71 0
6 BMA 0 3 6 11,11,12 | 0.73 0 15,15,17 | 0.32 0
4 NAG p 1 1,4 | 14,1415 | 0.68 0 17,19,21 | 0.75 0
4 NAG p 2 4 14,14,15 | 0.45 0 17,19,21 | 0.78 1 (5%)
4 BMA p 3 4 11,11,12 | 1.02 1 (9%) | 15,15,17 | 0.55 0
4 MAN p 4 4 11,11,12 | 1.09 1 (9%) | 15,1517 | 1.30 1 (6%)
4 MAN p 5 4 11,11,12 | 0.75 0 15,15,17 | 0.95 1 (6%)
4 MAN p 6 4 11,11,12 | 0.58 0 15,15,17 | 0.67 0
4 MAN p 7 4 11,11,12 | 0.74 0 15,15,17 | 0.63 0
5 NAG q 1 1,5 | 14,1415 | 0.84 0 17,19,21 | 1.01 1 (5%)
5 NAG q 2 5 14,14,15 | 0.92 1 (7%) | 17,1921 | 1.17 | 2 (11%)
5 BMA q 3 5 11,11,12 | 0.90 1 (9%) | 15,1517 | 0.88 1 (6%)
5 MAN q 4 5 11,11,12 | 0.87 0 15,15,17 | 1.26 1 (6%)
5 MAN q 5 5 11,11,12 | 0.69 0 15,15,17 | 0.85 1 (6%)
5 MAN q 6 5 11,11,12 | 0.66 0 15,1517 | 0.77 1 (6%)
6 NAG T 1 1,6 | 14,14,15 | 0.81 0 17,1921 | 1.23 2 (11%)
6 NAG T 2 6 14,14,15 | 0.69 0 17,19,21 | 0.71 0
6 BMA T 3 6 11,11,12 | 0.72 0 15,15,17 | 0.31 0
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 11|52
4 NAG S 1 1,4 | 14,1415 | 0.64 0 17,19,21 | 0.69 0
4 NAG S 2 4 14,14,15 | 0.54 0 17,19,21 | 0.76 1 (5%)
4 BMA S 3 4 11,11,12 | 0.93 1 (9%) | 15,1517 | 0.58 0
4 MAN S 4 4 11,11,12 | 1.03 1 (9%) | 15,1517 | 1.25 1 (6%)
4 MAN S 5 4 11,11,12 | 0.70 0 15,15,17 | 0.89 2 (13%)
4 MAN S 6 4 11,11,12 | 0.61 0 15,15,17 | 0.69 0
4 MAN S 7 4 11,11,12 | 0.71 0 15,15,17 | 0.64 0
5 NAG t 1 1,6 | 14,14,15 | 0.92 0 17,19,21 | 1.05 1 (5%)
5 NAG t 2 5 14,14,15 | 0.90 1 (7%) | 17,1921 | 1.21 2 (11%)
5 BMA t 3 5 11,11,12 | 0.88 1 (9%) | 15,1517 | 0.76 1 (6%)
5 MAN t 4 5 11,11,12 | 0.78 15,15,17 | 1.30 1 (6%)
5 MAN t 5 5 11,11,12 | 0.68 15,15,17 | 0.81 1 (6%)
5 MAN t 6 5 11,11,12 | 0.71 15,15,17 | 0.76 1 (6%)
6 NAG u 1 1,6 | 14,14,15 | 0.90 1(7%) | 17,1921 | 1.23 2 (11%)
6 NAG u 2 6 14,14,15 | 0.83 1 (7%) |17,19,21 | 0.68 0
6 BMA u 3 6 11,11,12 | 0.79 1 (9%) | 15,1517 | 0.36 0
4 NAG v 1 1,4 | 14,1415 | 0.65 0 17,19,21 | 0.66 1 (5%)
4 NAG v 2 4 14,14,15 | 0.69 0 17,19,21 | 0.69 0
4 BMA v 3 4 11,11,12 | 0.91 1 (9%) | 15,1517 | 0.46 0
4 MAN v 4 4 11,11,12 | 1.11 1 (9%) | 15,1517 | 1.27 1 (6%)
4 MAN v 5 4 11,11,12 | 0.74 0 15,15,17 | 0.94 1 (6%)
4 MAN v 6 4 11,11,12 | 0.66 0 15,15,17 | 0.70 0
4 MAN v 7 4 11,11,12 | 0.74 0 15,15,17 | 0.60 0
5 NAG w 1 1,5 | 14,14,15 | 0.89 0 17,19,21 | 1.05 1 (5%)
5 NAG w 2 5 14,14,15 | 0.87 1 (7%) | 17,1921 | 1.21 2 (11%)
5 BMA w 3 5 11,11,12 | 0.88 1 (9%) | 15,1517 | 0.79 1 (6%)
5 MAN w 4 5 11,11,12 | 0.90 0 15,15,17 | 1.26 1 (6%)
5 MAN W 5 5 11,11,12 | 0.69 0 15,15,17 | 0.81 0
5 MAN w 6 5 11,11,12 | 0.64 0 15,15,17 | 0.76 1 (6%)
6 NAG X 1 1,6 | 14,14,15 | 1.05 1 (7%) | 17,1921 | 1.12 2 (11%)
6 NAG X 2 6 14,14,15 | 0.76 1 (7%) |17,19,21 | 0.64 0
6 BMA X 3 6 11,11,12 | 0.75 0 15,15,17 | 0.33 0
4 NAG y 1 1,4 | 14,14,15 | 0.61 0 17,19,21 | 0.70 0
4 NAG y 2 4 14,14,15 | 0.44 0 17,19,21 | 0.74 0
4 BMA y 3 4 11,11,12 | 1.11 1 (9%) | 15,15,17 | 0.55 0
4 MAN y 4 4 11,11,12 | 1.12 1 (9%) | 15,1517 | 1.31 1 (6%)
4 MAN y 5 4 11,11,12 | 0.74 0 15,15,17 | 0.95 2 (13%)
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 11|52
4 MAN y 6 4 11,11,12 | 0.66 0 15,15,17 | 0.69 0
4 MAN y 7 4 11,11,12 | 0.85 1 (9%) | 15,1517 | 0.67 0
5 NAG z 1 1,5 | 14,14,15 | 0.89 0 17,19,21 | 1.07 1 (5%)
5 NAG z 2 5 14,14,15 | 0.92 1 (7%) | 17,1921 | 1.19 2 (11%)
5 BMA z 3 5 11,11,12 | 0.76 0 15,15,17 | 0.80 1 (6%)
5 MAN z 4 5 11,11,12 | 0.84 0 15,15,17 | 1.28 1 (6%)
5 MAN z 5 5 11,11,12 | 0.69 0 15,15,17 | 0.80 1 (6%)
5 MAN z 6 5 11,11,12 | 0.71 0 15,15,17 | 0.79 1 (6%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
6 NAG AA 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG AA 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA AA 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG BA 1 1,4 - 4/6/23/26 | 0/1/1/1
4 NAG BA 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA BA 3 4 - 1/2/19/22 | 0/1/1/1
4 MAN BA 4 4 - 2/2/19/22 | 0/1/1/1
4 MAN BA 5 4 - 1/2/19/22 | 0/1/1/1
4 MAN BA 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN BA 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG CA 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG CA 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA CA 3 5 - 0/2/19/22 | 0/1/1/1
5 MAN CA 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN CA 5 5 - 2/2/19/22 | 0/1/1/1
5 MAN CA 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG DA 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG DA 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA DA 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG EA 1 1,4 4/6/23/26 | 0/1/1/1
4 NAG EA 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA EA 3 4 - 1/2/19/22 | 0/1/1/1
4 MAN EA 4 4 - 2/2/19/22 | 0/1/1/1
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 MAN EA 5 4 - 1/2/19/22 | 0/1/1/1
4 MAN EA 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN EA 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG FA 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG FA 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA FA 3 5 - 0/2/19/22 | 0/1/1/1
5 MAN FA 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN FA 5 5 - 2/2/19/22 | 0/1/1/1
5 MAN FA 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG GA 1 1,6 - 4/6/23/26 | 0/1/1/1
6 NAG GA 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA GA 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG HA 1 1,4 - 4/6/23/26 | 0/1/1/1
4 NAG HA 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA HA 3 4 - 2/2/19/22 | 0/1/1/1
4 MAN HA 4 4 - 2/2/19/22 | 0/1/1/1
4 MAN HA 5 4 - 1/2/19/22 | 0/1/1/1
4 MAN HA 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN HA 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG IA 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG IA 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA IA 3 5 - 0/2/19/22 | 0/1/1/1
5 MAN IA 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN IA 5 5 - 2/2/19/22 | 0/1/1/1
5 MAN IA 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG JA 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG JA 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA JA 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG a 1 1,4 - 4/6/23/26 | 0/1/1/1
4 NAG a 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA a 3 4 - 1/2/19/22 | 0/1/1/1
4 MAN a 4 4 - 2/2/19/22 | 0/1/1/1
4 MAN a 5 4 - 1/2/19/22 | 0/1/1/1
4 MAN a 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN a 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG b 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG b 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA b 3 5 - 0/2/19/22 | 0/1/1/1
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
5 MAN b 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN b 5 5 - 2/2/19/22 | 0/1/1/1
5 MAN b 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG ¢ 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG ¢ 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA ¢ 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG d 1 1,4 - 4/6/23/26 | 0/1/1/1
4 NAG d 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA d 3 4 - 2/2/19/22 | 0/1/1/1
4 MAN d 4 4 - 2/2/19/22 | 0/1/1/1
4 MAN d 5 4 - 2/2/19/22 | 0/1/1/1
4 MAN d 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN d 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG e 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG e 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA e 3 5 - 0/2/19/22 | 0/1/1/1
5 MAN e 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN e 5 5 - 2/2/19/22 | 0/1/1/1
5 MAN e 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG f 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG f 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA f 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG g 1 1,4 - 2/6/23/26 | 0/1/1/1
4 NAG g 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA g 3 4 - 2/2/19/22 | 0/1/1/1
4 MAN g 4 4 - 2/2/19/22 | 0/1/1/1
4 MAN g 5 4 - 1/2/19/22 | 0/1/1/1
4 MAN g 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN g 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG h 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG h 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA h 3 5 - 0/2/19/22 | 0/1/1/1
5 MAN h 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN h 5 5 - 2/2/19/22 | 0/1/1/1
5 MAN h 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG i 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG i 2 6 - 4/6/23/26 | 0/1/1/1

Continued on next page...



Page 245 Full wwPDB X-ray Structure Validation Report SWHE

Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
6 BMA i 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG j 1 1,4 - 3/6/23/26 | 0/1/1/1
4 NAG j 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA j 3 4 - 1/2/19/22 | 0/1/1/1
4 MAN j 4 4 - 2/2/19/22 | 0/1/1/1
4 MAN j 5 4 - 1/2/19/22 | 0/1/1/1
4 MAN j 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN j 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG k 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG k 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA k 3 5 - 0/2/19/22 | 0/1/1/1
5 MAN k 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN k 5 5 - 2/2/19/22 | 0/1/1/1
5 MAN k 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG 1 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG 1 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA 1 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG m 1 1,4 - 2/6/23/26 | 0/1/1/1
4 NAG m 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA m 3 4 - 2/2/19/22 | 0/1/1/1
4 MAN m 4 4 - 2/2/19/22 | 0/1/1/1
4 MAN m 5 4 - 1/2/19/22 | 0/1/1/1
4 MAN m 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN m 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG n 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG n 2 5 - 4/6/23/26 | 0/1/1/1
D BMA n 3 5 - 0/2/19/22 | 0/1/1/1
5 MAN n 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN n 5 5 - 2/2/19/22 | 0/1/1/1
5) MAN n 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG 0 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG 0 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA 0 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG p 1 1,4 - 2/6/23/26 | 0/1/1/1
4 NAG p 2 - 5/6/23/26 | 0/1/1/1
4 BMA p 3 - 2/2/19/22 | 0/1/1/1
4 MAN p 4 - 2/2/19/22 | 0/1/1/1
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 MAN p 5 4 - 1/2/19/22 | 0/1/1/1
4 MAN p 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN p 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG q 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG q 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA q 3 5 - 0/2/19/22 | 0/1/1/1
5 MAN q 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN q 5 5 - 2/2/19/22 | 0/1/1/1
5 MAN q 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG T 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG r 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA T 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG S 1 1,4 - 4/6/23/26 | 0/1/1/1
4 NAG S 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA S 3 4 - 1/2/19/22 | 0/1/1/1
4 MAN S 4 4 - 2/2/19/22 | 0/1/1/1
4 MAN S 5 4 - 1/2/19/22 | 0/1/1/1
4 MAN S 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN S 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG t 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG t 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA t 3 5 - 0/2/19/22 | 0/1/1/1
5 MAN t 4 5 - 0/2/19/22 | 0/1/1/1
5 MAN t 5 5 - 2/2/19/22 | 0/1/1/1
5 MAN t 6 5 - 0/2/19/22 | 0/1/1/1
6 NAG u 1 1,6 - 5/6/23/26 | 0/1/1/1
6 NAG u 2 6 - 4/6/23/26 | 0/1/1/1
6 BMA u 3 6 - 1/2/19/22 | 0/1/1/1
4 NAG v 1 1,4 - 4/6/23/26 | 0/1/1/1
4 NAG v 2 4 - 5/6/23/26 | 0/1/1/1
4 BMA v 3 4 - 1/2/19/22 | 0/1/1/1
4 MAN v 4 4 - 2/2/19/22 | 0/1/1/1
4 MAN v 5 4 - 2/2/19/22 | 0/1/1/1
4 MAN v 6 4 - 0/2/19/22 | 0/1/1/1
4 MAN v 7 4 - 0/2/19/22 | 0/1/1/1
5 NAG w 1 1,5 - 3/6/23/26 | 0/1/1/1
5 NAG W 2 5 - 4/6/23/26 | 0/1/1/1
5 BMA w 3 5 - 0/2/19/22 | 0/1/1/1
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
5 |MAN | w 1] 5 - 0/2/19/22 | 0/1/1/1
5 | MAN | w 5 | 5 - 2/2/19/22 | 0/1/1/1
5 | MAN | w 6 | 5 - 0/2/19/22 | 0/1/1/1
6 | NAG | «x 1| 16 - 5/6/23/26 | 0/1/1/1
6 | NAG | «x 2 | 6 ] 4/6/23/26 | 0/1/1/1
6 | BMA | «x 3 | 6 - 1/2/19/22 | 0/1/1/1
4 | NAG| ¥ 1| 14 - 4/6/23/26 | 0/1/1/1
4 | NAG| ¥ 2 | 4 - 5/6/23/26 | 0/1/1/1
4 | BMA | 3 | 4 ] 2/2/19/22 | 0/1/1/1
4 |MAN| vy 14| 4 - 2/2/19/22 | 0/1/1/1
4 |MAN| 5 | 4 - 2/2/19/22 | 0/1/1/1
1 | MAN | y 6 | 4 - 0/2/19/22 | 0/1/1/1
1 |MAN| vy 7 | 4 - 0/2/19/22 | 0/1/1/1
5 | NAG | 2 1 | 15 - 3/6/23/26 | 0/1/1/1
5 | NAG | =z 2 | 5 - 4/6/23/26 | 0/1/1/1
5 BMA Z 3 5 - 0/2/19/22 | 0/1/1/1
) MAN Z 4 5) - 0/2/19/22 | 0/1/1/1
5 | MAN| 2 5 | 5 - 2/2/19/22 | 0/1/1/1
5 |MAN | z 6 | 5 - 0/2/19/22 | 0/1/1/1

All (62) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 y 3 BMA | C4-C3 | 3.05 1.60 1.52
6 X 1 NAG | C4-C3 | 2.97 1.59 1.52
4 m 3 BMA | C4-C3 | 2.74 1.59 1.52
4 p 3 BMA | C4-C3 | 2.70 1.59 1.52
4 HA 4 MAN | C4-C3 | 2.60 1.58 1.52
4 m 4 MAN | C4-C3 | 2.58 1.58 1.52
6 GA 1 NAG | C4-C3 | 2.57 1.58 1.52
6 1 2 NAG | C4-C3 | 247 1.58 1.52
4 g 3 BMA | C4-C3 | 247 1.58 1.52
4 \ 4 MAN | C4-C3 | 2.46 1.58 1.52
6 JA 1 NAG | C4-C3 | 2.42 1.58 1.52
4 ] 4 MAN | C4-C3 | 2.41 1.58 1.52
4 y 4 MAN | C4-C3 | 2.41 1.58 1.52
4 d 4 MAN | C4-C3 | 2.38 1.58 1.52
4 a 3 BMA | C4-C3 | 2.37 1.58 1.52
4 d 3 BMA | C4-C3 | 2.35 1.58 1.52
4 EA 4 MAN | C4-C3 | 2.33 1.58 1.52
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 % 3 BMA | C4-C3 | 2.33 1.58 1.52
) b 3 BMA | C4-C3 | 2.32 1.58 1.52
5 q 2 NAG | C1-C2 | 2.31 1.55 1.52
) t 2 NAG | C1-C2 | 2.31 1.55 1.52
6 u 2 NAG | C4-C3 | 2.31 1.58 1.52
6 AA 1 NAG | C4-C3 | 2.30 1.58 1.52
4 EA 3 BMA | C4-C3 | 2.29 1.58 1.52
) e 2 NAG | C1-C2 | 2.29 1.55 1.52
4 g 4 MAN | C4-C3 | 2.28 1.58 1.52
4 p 4 MAN | C4-C3 | 2.27 1.58 1.52
) v/ 2 NAG | C1-C2 | 2.25 1.55 1.52
4 a 4 MAN | C4-C3 | 2.25 1.58 1.52
) IA 2 NAG | C1-C2 | 2.25 1.55 1.52
6 i 1 NAG | C4-C3 | 2.24 1.58 1.52
) k 2 NAG | C1-C2 | 2.22 1.55 1.52
5 CA 2 NAG | C1-C2 | 2.22 1.55 1.52
6 u 1 NAG | C4-C3 | 2.22 1.58 1.52
) FA 3 BMA | C4-C3 | 2.21 1.58 1.52
) k 3 BMA | C4-C3 | 2.20 1.57 1.52
) n 2 NAG | C1-C2 | 2.20 1.55 1.52
) q 3 BMA | C4-C3 | 2.19 1.57 1.52
5 b 2 NAG | C1-C2 | 2.19 1.55 1.52
4 S 3 BMA | C4-C3 | 2.19 1.57 1.52
4 ] 3 BMA | C4-C3 | 2.19 1.57 1.52
5) w 2 NAG | C1-C2 | 2.18 1.55 1.52
6 1 2 NAG | C4-C3 | 2.18 1.57 1.52
6 ¢ 2 NAG | C4-C3 | 2.17 1.57 1.52
) FA 2 NAG | C1-C2 | 2.17 1.55 1.52
) h 2 NAG | C1-C2 | 2.16 1.55 1.52
6 1 1 NAG | C4-C3 | 2.14 1.57 1.52
6 DA 1 NAG | C4-C3 | 2.11 1.57 1.52
5 t 3 BMA | C4-C3 | 2.10 1.57 1.52
) w 3 BMA | C4-C3 | 2.08 1.57 1.52
6 GA 2 NAG | C4-C3 | 2.08 1.57 1.52
) k 4 MAN | C2-C3 | 2.08 1.55 1.52
4 HA 3 BMA | C4-C3 | 2.05 1.57 1.52
4 S 4 MAN | C4-C3 | 2.05 1.57 1.52
6 f 2 NAG | C4-C3 | 2.05 1.57 1.52
6 0 1 NAG | C4-C3 | 2.05 1.57 1.52
6 X 2 NAG | C4-C3 | 2.05 1.57 1.52
) e 4 MAN | C2-C3 | 2.05 1.55 1.52
4 BA 4 MAN | C4-C3 | 2.05 1.57 1.52
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 HA 1 NAG | C4-C3 | 2.04 1.57 1.52
6 u 3 BMA | C4-C3 | 2.01 1.57 1.52
4 y 7 MAN | C4-C3 | 2.01 1.57 1.52

All (151) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
4 d 4 MAN | C1-C2-C3 | 4.15 114.77 109.67
4 BA 4 MAN | C1-C2-C3 | 4.12 114.73 109.67
4 S 4 MAN | C1-C2-C3 | 4.11 114.71 109.67
5 t 4 MAN | C1-C2-C3 | 4.10 114.70 109.67
4 g 4 MAN | C1-C2-C3 | 4.09 114.70 109.67
4 ] 4 MAN | C1-C2-C3 | 4.09 114.69 109.67
4 v 4 | MAN | C1-C2-C3 | 4.08 114.68 109.67
4 m 4 | MAN | C1-C2-C3 | 4.05 114.65 109.67
4 EA 4 MAN | C1-C2-C3 | 4.05 114.64 109.67
4 a 4 MAN | C1-C2-C3 | 4.05 114.64 109.67
4 y 4 MAN | C1-C2-C3 | 4.05 114.64 109.67
4 HA 4 MAN | C1-C2-C3 | 4.03 114.62 109.67
4 p 4 MAN | C1-C2-C3 | 3.99 114.57 109.67
5 CA 4 | MAN | C1-C2-C3 | 3.99 114.57 109.67
) FA 4 MAN | C1-C2-C3 | 3.99 114.57 109.67
5 IA 4 MAN | C1-C2-C3 | 3.95 114.52 109.67
5 q 4 MAN | C1-C2-C3 | 3.93 114.50 109.67
5 z 4 MAN | C1-C2-C3 | 3.93 114.50 109.67
) h 4 MAN | C1-C2-C3 | 3.92 114.49 109.67
) w 4 MAN | C1-C2-C3 | 3.86 114.42 109.67
5 k 4 | MAN | C1-C2-C3 | 3.83 114.37 109.67
) e 4 MAN | C1-C2-C3 | 3.80 114.34 109.67
5 n 4 MAN | C1-C2-C3 | 3.76 114.29 109.67
5 b 4 MAN | C1-C2-C3 | 3.74 114.26 109.67
6 f 1 NAG | C4-C3-C2 | 3.63 116.34 111.02
6 u 1 NAG | C4-C3-C2 | 3.50 116.15 111.02
6 r 1 NAG | C4-C3-C2 | 3.50 116.15 111.02
6 0 1 NAG | C4-C3-C2 | 3.33 115.89 111.02
) h 2 NAG | C4-C3-C2 | 3.28 115.83 111.02
6 ¢ 1 NAG | C4-C3-C2 | 3.23 115.75 111.02
6 AA 1 NAG | C4-C3-C2 | 3.20 115.70 111.02
6 DA 1 NAG | C4-C3-C2 | 3.18 115.68 111.02
6 1 1 NAG | C4-C3-C2 | 3.16 115.64 111.02
6 JA 1 NAG | C4-C3-C2 | 3.14 115.63 111.02
6 i 1 NAG | C4-C3-C2 | 3.14 115.61 111.02
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
6 GA 1 NAG | C4-C3-C2 | 3.10 115.56 111.02
5 CA 2 NAG | C4-C3-C2 | 3.10 115.55 111.02
5 n 2 NAG | C4-C3-C2 | 3.05 115.49 111.02
) k 2 NAG | C4-C3-C2 | 3.00 115.42 111.02
) z 1 NAG | 04-C4-C3 | 2.99 117.26 110.35
) k 1 NAG | 04-C4-C3 | 2.98 117.23 110.35
5 CA 1 NAG | 04-C4-C3 | 2.94 117.14 110.35
) h 1 NAG | 04-C4-C3 | 2.94 117.14 110.35
6 X 1 NAG | C4-C3-C2 | 2.91 115.28 111.02
) b 2 NAG | C4-C3-C2 | 2.90 115.27 111.02
) IA 2 NAG | C4-C3-C2 | 2.88 115.23 111.02
) t 1 NAG | 04-C4-C3 | 2.86 116.95 110.35
5 n 1 NAG | 04-C4-C3 | 2.83 116.89 110.35
5 t 2 NAG | C4-C3-C2 | 2.83 115.16 111.02
) w 2 NAG | C2-N2-C7 | -2.82 118.88 122.90
5 w 2 NAG | C4-C3-C2 | 2.82 115.15 111.02
) CA 2 NAG | C2-N2-C7 | -2.82 118.89 122.90
) FA 2 NAG | C2-N2-C7 | -2.82 118.89 122.90
) IA 2 NAG | C2-N2-C7 | -2.81 118.91 122.90
) k 2 NAG | C2-N2-C7 | -2.79 118.93 122.90
5 t 2 NAG | C2-N2-C7 | -2.78 118.94 122.90
) h 2 NAG | C2-N2-C7 | -2.78 118.94 122.90
) v/ 2 NAG | C2-N2-C7 | -2.78 118.95 122.90
) w 1 NAG | 04-C4-C3 | 2.78 116.77 110.35
5 e 2 NAG | C2-N2-C7 | -2.77 118.96 122.90
) Z 2 NAG | C4-C3-C2 | 2.77 115.07 111.02
) n 2 NAG | C2-N2-C7 | -2.76 118.97 122.90
5 e 1 NAG | 04-C4-C3 | 2.75 116.70 110.35
) b 2 NAG | C2-N2-C7 | -2.74 119.00 122.90
) IA 1 NAG | 04-C4-C3 | 2.74 116.69 110.35
) q 2 NAG | C2-N2-C7 | -2.74 119.00 122.90
) FA 2 NAG | C4-C3-C2 | 2.73 115.01 111.02
) FA 1 NAG | 04-C4-C3 | 2.73 116.65 110.35
5 e 2 NAG | C4-C3-C2 | 2.69 114.96 111.02
5 q 3 BMA | C1-C2-C3 | 2.67 112.95 109.67
) b 1 NAG | 04-C4-C3 | 2.61 116.38 110.35
) q 2 NAG | C4-C3-C2 | 2.60 114.83 111.02
6 ¢ 1 NAG | C3-C4-C5 | 2.60 114.88 110.24
) q 1 NAG | 04-C4-C3 | 2.53 116.20 110.35
6 0 1 NAG | C3-C4-C5 | 2.50 114.71 110.24
6 r 1 NAG | C3-C4-C5 | 2.41 114.53 110.24
6 1 1 NAG | C3-C4-C5 | 2.40 114.51 110.24
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
6 DA 1 NAG | C3-C4-C5 | 2.39 114.50 110.24
6 1 1 NAG | C3-C4-C5 | 2.39 114.50 110.24
4 BA ) MAN | C1-05-C5 | 2.38 115.42 112.19
6 GA 1 NAG | C3-C4-C5 | 2.38 114.48 110.24
4 HA d MAN | C1-05-Ch | 2.37 115.41 112.19
4 Y% D MAN | C1-05-C5 | 2.36 115.39 112.19
4 d D MAN | C1-05-C5 | 2.35 115.38 112.19
6 AA 1 NAG | C3-C4-C5 | 2.35 114.42 110.24
5 IA 3 BMA | C1-C2-C3 | 2.35 112.55 109.67
4 ] d MAN | C1-05-C5 | 2.34 115.36 112.19
) h 3 BMA | C1-C2-C3 | 2.34 112.54 109.67
4 y D MAN | C1-05-Ch | 2.34 115.36 112.19
5 k 3 BMA | C1-C2-C3 | 2.33 112.53 109.67
6 f 1 NAG | C3-C4-C5 | 2.32 114.38 110.24
6 JA 1 NAG | C3-C4-C5 | 2.32 114.38 110.24
4 S 5) MAN | C1-05-C5 | 2.32 115.33 112.19
4 m ) MAN | C1-05-C5 | 2.31 115.33 112.19
4 p 5 MAN | C1-05-C5 | 2.31 115.32 112.19
6 u 1 NAG | C3-C4-C5 | 2.30 114.34 110.24
4 a D MAN | C1-05-C5 | 2.29 115.30 112.19
) V/ 3 BMA | C1-C2-C3 | 2.29 112.47 109.67
4 EA ) MAN | C1-05-C5 | 2.28 115.28 112.19
4 g d MAN | C1-05-C5 | 2.27 115.27 112.19
) e 3 BMA | C1-C2-C3 | 2.26 112.45 109.67
5 q 6 MAN | C1-C2-C3 | 2.21 112.38 109.67
6 X 1 NAG | C3-C4-C5 | 2.20 114.17 110.24
) FA 3 BMA | C1-C2-C3 | 2.19 112.36 109.67
5 w 3 BMA | C1-C2-C3 | 2.19 112.35 109.67
) w 6 MAN | C1-C2-C3 | 2.18 112.34 109.67
) b 6 MAN | C1-C2-C3 | 2.18 112.34 109.67
) n 3 BMA | C1-C2-C3 | 2.17 112.33 109.67
) b 3 BMA | C1-C2-C3 | 2.15 112.31 109.67
) b D MAN | C1-C2-C3 | 2.14 112.29 109.67
) n 6 MAN | C1-C2-C3 | 2.13 112.28 109.67
5 CA 3 BMA | C1-C2-C3 | 2.13 112.28 109.67
) IA 6 MAN | C1-C2-C3 | 2.12 112.28 109.67
) t 3 BMA | C1-C2-C3 | 2.12 112.27 109.67
) h d MAN | C1-C2-C3 | 2.11 112.26 109.67
) z 6 MAN | C1-C2-C3 | 2.10 112.24 109.67
5 k 6 MAN | C1-C2-C3 | 2.09 112.24 109.67
) h 6 MAN | C1-C2-C3 | 2.09 112.23 109.67
5 e 6 MAN | C1-C2-C3 | 2.09 112.23 109.67
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
5} FA 5 MAN | C1-C2-C3 | 2.08 112.23 109.67
) q 5 MAN | C1-C2-C3 | 2.08 112.22 109.67
) t § MAN | C1-C2-C3 | 2.08 112.22 109.67
) IA 5 MAN | C1-C2-C3 | 2.08 112.22 109.67
4 EA 2 | NAG | C2-N2-C7 | -2.07 119.95 122.90
5} CA 5) MAN | C1-C2-C3 | 2.07 112.21 109.67
4 d 2 NAG | C2-N2-C7 | -2.07 119.96 122.90
) k 5) MAN | C1-C2-C3 | 2.06 112.20 109.67
) t 5 MAN | C1-C2-C3 | 2.06 112.20 109.67
4 A 1 NAG | C2-N2-C7 | -2.06 119.97 122.90
4 S 2 NAG | C2-N2-C7 | -2.06 119.97 122.90
4 HA 1 NAG | C2-N2-C7 | -2.06 119.97 122.90
4 p 2 NAG | C2-N2-C7 | -2.06 119.97 122.90
4 m 1 NAG | C2-N2-C7 | -2.06 119.97 122.90
4 ] 1 NAG | C2-N2-C7 | -2.05 119.98 122.90
) V7 5 MAN | C1-C2-C3 | 2.05 112.18 109.67
4 j 2 NAG | C2-N2-C7 | -2.04 120.00 122.90
) FA 6 MAN | C1-C2-C3 | 2.04 112.17 109.67
4 BA 1 NAG | C2-N2-C7 | -2.03 120.01 122.90
4 y 5) MAN | C1-C2-C3 | 2.02 112.15 109.67
4 a 1 NAG | C2-N2-C7 | -2.02 120.03 122.90
4 d 1 NAG | C2-N2-C7 | -2.01 120.03 122.90
) e 5 MAN | C1-C2-C3 | 2.01 112.14 109.67
4 S 5) MAN | C1-C2-C3 | 2.01 112.14 109.67
4 a 2 NAG | C2-N2-C7 | -2.01 120.04 122.90
5} n 5) MAN | C1-C2-C3 | 2.01 112.14 109.67
5} CA 6 MAN | C1-C2-C3 | 2.01 112.14 109.67
4 m 5 MAN | C1-C2-C3 | 2.01 112.14 109.67
4 g 1 NAG | C2-N2-C7 | -2.01 120.04 122.90
4 EA 1 NAG | C2-N2-C7 | -2.01 120.04 122.90
4 m 2 NAG | C2-N2-C7 | -2.01 120.04 122.90
4 g 2 NAG | C2-N2-C7 | -2.00 120.06 122.90

There are no chirality outliers.
All (385) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
4 a 1 | NAG | C8-C7-N2-C2
4 a 1 | NAG | O7-C7-N2-C2
4 a 2 | NAG | C8-C7-N2-C2
4 a 2 | NAG | O7-C7-N2-C2
4 d 1 | NAG | C8-CT7-N2-C2
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Mol | Chain | Res | Type Atoms
6 AA 2 NAG | O7-C7-N2-C2
6 DA 1 NAG | C8-C7-N2-C2
6 DA 1 NAG | O7-C7-N2-C2
6 DA 2 NAG | C8-C7-N2-C2
6 DA 2 NAG | O7-C7-N2-C2
6 GA 1 NAG | C8-C7-N2-C2
6 GA 1 NAG | O7-C7-N2-C2
6 GA 2 NAG | C8-C7-N2-C2
6 GA 2 NAG | O7-C7-N2-C2
6 JA 1 NAG | C8-C7-N2-C2
6 JA 1 NAG | O7-C7-N2-C2
6 JA 2 NAG | C8-C7-N2-C2
6 JA 2 NAG | O7-C7-N2-C2
4 a 2 NAG | 05-C5-C6-06
4 d 2 NAG | O5-C5-C6-06
4 d 4 | MAN | 05-C5-C6-06
4 j 2 NAG | O5-C5-C6-06
4 p 2 NAG | O5-C5-C6-06
4 s 2 NAG | 05-C5-C6-06
4 y 2 NAG | 05-C5-C6-06
4 BA 2 NAG | O5-C5-C6-06
4 HA 2 NAG | O5-C5-C6-06
5 h 2 NAG | O5-C5-C6-06
5 k 2 NAG | O5-C5-C6-06
5 n 2 NAG | O5-C5-C6-06
5 q 2 NAG | 05-C5-C6-06
5 zZ 2 NAG | 05-C5-C6-06
5 CA 2 NAG | O5-C5-C6-06
5 FA 2 NAG | O5-C5-C6-06
5 IA 2 NAG | O5-C5-C6-06
4 a 4 | MAN | 0O5-C5-C6-06
4 g 2 NAG | O5-C5-C6-06
4 g 4 | MAN | O5-C5-C6-O6
4 j 4 | MAN | O5-C5-C6-O6
4 m 4 | MAN | 05-C5-C6-06
4 p 4 | MAN | 05-C5-C6-06
4 s 4 | MAN | O5-C5-C6-06
4 \ 2 NAG | O5-C5-C6-06
4 v 4 | MAN | O5-C5-C6-O6
4 y 4 | MAN | O5-C5-C6-O6
4 BA 4 | MAN | 0O5-C5-C6-06
4 EA 2 NAG | O5-C5-C6-06
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Mol | Chain | Res | Type Atoms
4 4 4 | MAN | C4-C5-C6-06
4 EA 2 NAG | C4-C5-C6-06
4 EA 4 | MAN | C4-C5-C6-06
4 HA 4 | MAN | C4-C5-C6-06
5 e 5 | MAN | 05-C5-C6-06
5 h 5 | MAN | O5-C5-C6-06
5 k 5 | MAN | O5-C5-C6-06
5 t 5 | MAN | 05-C5-C6-06
5 IA 5 | MAN | 05-C5-C6-06
4 a 5 | MAN | 05-C5-C6-06
4 j 5 | MAN | 05-C5-C6-06
4 s 5 | MAN | O5-C5-C6-06
4 BA 5 | MAN | O5-C5-C6-06
4 EA 5 | MAN | O5-C5-C6-06
5 b 5 | MAN | 05-C5-C6-06
5 q 5 | MAN | 05-C5-C6-06
5 w 5 | MAN | 05-C5-C6-06
5 z 5 | MAN | 05-C5-C6-06
4 g 5 | MAN | O5-C5-C6-06
4 HA 5 | MAN | O5-C5-C6-06
5 n 5 | MAN | 05-C5-C6-06
5 CA 5 | MAN | 05-C5-C6-06
5 FA 5 | MAN | 05-C5-C6-06
4 m 5 | MAN | 05-C5-C6-06
4 p 5 | MAN | 05-C5-C6-06
6 f 2 NAG | 05-C5-C6-06
6 i 2 NAG | 05-C5-C6-06
6 0 2 NAG | O5-C5-C6-06
6 c 2 NAG | O5-C5-C6-06
6 c 2 NAG | C4-C5-C6-06
6 f 2 NAG | C4-C5-C6-06
6 0 2 NAG | C4-C5-C6-06
6 u 2 NAG | 05-C5-C6-06
6 i 2 NAG | C4-C5-C6-06
6 AA 2 NAG | O5-C5-C6-06
6 1 2 NAG | O5-C5-C6-06
6 DA 2 NAG | O5-C5-C6-06
6 1 2 NAG | C4-C5-C6-06
6 u 2 NAG | C4-C5-C6-06
6 AA 2 NAG | C4-C5-C6-06
6 DA 2 NAG | C4-C5-C6-06
6 GA 2 NAG | O5-C5-C6-06

Continued on next page...



Page 259

Full wwPDB X-ray Structure Validation Report

3SWHE

Continued from previous page...

Mol

Chain

Res

Type

Atoms

GA

[\]

NAG

C4-C5-C6-06

X

NAG

05-C5-C6-06

X

NAG

C4-C5-C6-06

JA

NAG

05-C5-C6-06

JA

NAG

C4-C5-C6-06

T

NAG

C4-C5-C6-06

r

NAG

05-C5-C6-06

HA

NAG

C4-C5-C6-06

f

BMA

05-C5-C6-06

n

NAG

05-C5-C6-06

1

BMA

05-C5-C6-06

T

BMA

05-C5-C6-06

JA

NAG

C4-C5-C6-06

Z

NAG

05-C5-C6-06

FA

NAG

05-C5-C6-06

NAG

05-C5-C6-06

NAG

05-C5-C6-06

NAG

05-C5-C6-06

NAG

05-C5-C6-06

NAG

05-C5-C6-06

NAG

05-C5-C6-06

NAG

05-C5-C6-06

NAG

05-C5-C6-06

BMA

05-C5-C6-06

BMA

05-C5-C6-06

BMA

05-C5-C6-06

NAG

05-C5-C6-06

BMA

05-C5-C6-06

BMA

05-C5-C6-06

BMA

05-C5-C6-06

BMA

05-C5-C6-06

BMA

05-C5-C6-06

BMA

05-C5-C6-06

NAG

C4-C5-C6-06

NAG

05-C5-C6-06

NAG

C4-C5-C6-06

NAG

C4-C5-C6-06

NAG

C4-C5-C6-06

NAG

C4-C5-C6-06

NAG

C4-C5-C6-06

NAG

C4-C5-C6-06

Y [ ]| | OO | DD | OO D U O Y| O O Ut O O O U O O O U $SH[ O OY| U Y| = OH| Y| O D S| S| O

Y = =] = = R ] =] =] O O | W W W W W W] =] =R =] =] = =W W NN NN DN D

MAN

C4-C5-C6-06

Continued on next page...



Page 260

Full wwPDB X-ray Structure Validation Report

3SWHE

Continued from previous page...

Mol | Chain | Res | Type Atoms
4 BA 1 NAG | C4-C5-C6-06
6 f 1 NAG | C4-C5-C6-06
6 c 1 NAG | C4-C5-C6-06
5 h 5 | MAN | C4-C5-C6-06
5 IA 5 | MAN | C4-C5-C6-06
6 1 1 NAG | C4-C5-C6-06
5 e 5 | MAN | C4-C5-C6-06
4 a 1 NAG | C4-C5-C6-06
4 EA 1 NAG | C4-C5-C6-06
5 k 5 | MAN | C4-C5-C6-06
5 w 5 | MAN | C4-C5-C6-06
6 0 1 NAG | C4-C5-C6-06
6 JA 1 NAG | 05-C5-C6-06
4 s 1 NAG | C4-C5-C6-06
5 A 5 | MAN | C4-C5-C6-06
4 y 1 NAG | C4-C5-C6-06
5 q 5 | MAN | C4-C5-C6-06
4 m 3 | BMA | C4-C5-C6-06
4 d 3 | BMA | C4-C5-C6-06
6 X 1 NAG | C4-C5-C6-06
4 g 3 | BMA | C4-C5-C6-06
4 y 3 | BMA | C4-C5-C6-06
4 HA 3 | BMA | C4-C5-C6-06
5 b 5 | MAN | C4-C5-C6-06
5 n 5 | MAN | C4-C5-C6-06
5 FA 5 | MAN | C4-C5-C6-06
4 4 3 | BMA | C4-C5-C6-06
6 i 1 NAG | O5-C5-C6-06
4 d 1 NAG | O5-C5-C6-06
4 4 1 NAG | O5-C5-C6-06
4 BA 1 NAG | O5-C5-C6-06
4 a 3 | BMA | C4-C5-C6-06
4 p 3 | BMA | C4-C5-C6-06
6 r 1 NAG | 05-C5-C6-06
4 s 1 NAG | O5-C5-C6-06
4 j 3 | BMA | C4-C5-C6-06
5 CA 5 | MAN | C4-C5-C6-06
6 GA 1 NAG | C4-C5-C6-06
4 EA 3 | BMA | C4-C5-C6-06
4 s 3 | BMA | C4-C5-C6-06
4 BA 3 | BMA | C4-C5-C6-06
4 a 2 NAG | C3-C2-N2-C7
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Continued from previous page...

Mol | Chain | Res | Type Atoms
6 X 1 NAG | O5-C5-C6-06
4 p 3 | BMA | 05-C5-C6-06

There are no ring outliers.

20 monomers are involved in 30 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 BA 1 NAG 1 0
5 IA 2 NAG 3 0
4 HA 2 NAG 5 0
6 GA 3 | BMA 1 0
6 AA 2 NAG 1 0
4 EA 1 NAG 1 0
5 IA 1 NAG 3 0
5 CA 1 NAG 3 0
6 DA 3 | BMA 1 0
4 EA 2 NAG 7 0
6 DA 2 NAG 1 0
6 JA 3 | BMA 1 0
4 BA 2 NAG 4 0
4 HA 1 NAG 1 0
5 FA 2 NAG 2 0
6 JA 2 NAG 1 0
6 AA 3 | BMA 1 0
5 CA 2 NAG 2 0
5 FA 1 NAG 3 0
6 GA 2 NAG 1 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,

bond angles, torsion angles, and ring geometry for oligosaccharide.
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5.6 Ligand geometry (i)

24 ligands are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Bond lengths

Bond angles

Mol | Type | Chain | Res | Link | "' RMSZ | 47 > 2| Counts | RMSZ | #]Z| > 2
7 |NAG | C | 618 | 1 | 141415 0.73 0 17,1921 | 0.66 0
7 |NAG| C |608| 1 |14,14,15| 0.70 0 17,1921 | 0.68 0
7 | NAG | J | 618 | 1 | 14,1415 0.74 0 17,1921 | 0.62 0
7 |NAG| B [608| 1 [141415| 077 | 1 (%) | 17,1921 | 0.67 0
7 INAG| E | 608 | 1 | 14,1415 0.69 0 17,1921 | 0.68 0
7 | NAG | L | 618 | 1 | 14,1415 0.72 0 17,1921 | 0.64 0
7 | NAG | J | 608 | 1 |141415| 066 0 17,1921 | 0.67 0
7 INAG| L [608| 1 [141415]| 067 0 17,1921 | 0.68 | 1 (5%)
7 |NAG | E | 618 | 1 | 14,1415 0.72 0 17,1921 | 0.64 0
7 |NAG | 1 | 618 | 1 | 14,1415 0.74 0 17,1921 | 0.65 0
7 | NAG | A | 618 | 1 | 14,1415 0.72 0 17,1921 | 0.66 0
7 | NAG | K | 618 | 1 | 14,1415 0.75 0 17,1921 | 0.64 0
7 |NAG| H [618] 1 [141415| 1.15 | 2 (14%) | 17,0921 | 1.24 | 3 (17%)
7 |NAG | A | 608 | 1 | 14,1415 0.63 0 17,1921 | 0.68 0
7 | NAG | K | 608 | 1 | 14,1415 0.71 0 17,1921 | 0.68 0
7 |NAG| 1 |608| 1 |141415] 0.70 0 17,1921 | 0.67 0
7 |NAG | G | 618 | 1 | 14,1415 0.71 0 17,1921 | 0.65 0
7 |NAG| D [618] 1 [141415| 076 | 1(7%) | 17,1921 | 0.65 0
7 |NAG | F | 618 | 1 | 14,1415 0.75 0 17,1921 | 0.63 0
7 |NAG| D [608| 1 [141415| 079 | 1(7%) | 17,1921 | 0.67 0
7 |NAG| B [618] 1 [141415| 078 | 1(7%) | 17,1921 | 0.64 0
7 |NAG | F | 608 | 1 | 14,1415 0.67 0 17,1921 | 0.67 0
7 [NAG| H [608| 1 [141415| 078 | 1(7%) |17.1921| 068 | 1 (5%)
7 [NAG| G [608| 1 141415 068 0 17,1921 | 0.69 | 1 (5%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
7 NAG C 618 1 - 2/6/23/26 | 0/1/1/1
7 [ NAG| C [e0s| 1 - 2/6/23/26 | 0/1/1/1
7 INAG| 1 [e18] 1 - 2/6/23/26 | 0/1/1/1
7 NAG B 608 1 - 2/6/23/26 | 0/1/1/1
7 [NAG| E [e608] 1 - 2/6/23/26 | 0/1/1/1
7 NAG L 618 1 - 2/6/23/26 | 0/1/1/1
7 NAG J 608 1 - 2/6/23/26 | 0/1/1/1
7 [ NAG| L [e08| 1 - 2/6/23/26 | 0/1/1/1
7 NAG E 618 1 - 2/6/23/26 | 0/1/1/1
7 [NAG | T [e8] 1 - 2/6/23/26 | 0/1/1/1
7 |NAG| A [e618] 1 - 2/6/23/26 | 0/1/1/1
7 NAG K 618 1 - 2/6/23/26 | 0/1/1/1
7 [ NAG| H [e8] 1 - 2/6/23/26 | 0/1/1/1
7 NAG A 608 1 - 2/6/23/26 | 0/1/1/1
7 NAG K 608 1 - 2/6/23/26 | 0/1/1/1
7 [ NAG| T [e08| 1 - 2/6/23/26 | 0/1/1/1
7 NAG G 618 1 - 2/6/23/26 | 0/1/1/1
7 [NAG| D [e8] 1 - 2/6/23/26 | 0/1/1/1
7 [NAG| F [e8] 1 - 2/6/23/26 | 0/1/1/1
7 NAG D 608 1 - 2/6/23/26 | 0/1/1/1
7 [ NAG| B [e8] 1 - 2/6/23/26 | 0/1/1/1
7 INAG| F [e608] 1 - 2/6/23/26 | 0/1/1/1
7 NAG H 608 1 - 2/6/23/26 | 0/1/1/1
7 [ NAG| G [e0s| 1 - 2/6/23/26 | 0/1/1/1

All (7) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
7 H 618 | NAG | O5-C5 | 2.45 1.48 1.43
7 D 608 | NAG | C4-C3 | 2.29 1.58 1.52
7 H 608 | NAG | C4-C3 | 2.26 1.58 1.52
7 B 608 | NAG | C4-C3 | 2.19 1.57 1.52
7 B 618 | NAG | C4-C3 | 2.10 1.57 1.52
7 H 618 | NAG | C3-C2 | 2.07 1.56 1.52
7 D 618 | NAG | C4-C3 | 2.04 1.57 1.52

All (6) bond angle outliers are listed below:
$roe
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Mol

Chain

Res

Type

Atoms

Observed(°)

Ideal(°)

618

NAG

04-C4-C3

2.63

116.42

110.35

618

NAG

C3-C4-Cb

2.59

114.85

110.24

618

NAG

C1-05-Ch

2.02

114.93

112.19

608

NAG

C2-N2-C7

-2.01

120.04

122.90

608

NAG

C2-N2-C7

-2.01

120.04

122.90

N BN IENTIESTIENT BN

Q|| | = | =

608

NAG

C2-N2-C7

-2.00

120.06

122.90

There are no chirality outliers.

All (48) torsion outliers are listed below:

Mol

Chain

Res

Type

Atoms

608

NAG

C8-C7-N2-C2

608

NAG

O7-C7-N2-C2

608

NAG

C8-C7-N2-C2

608

NAG

O7-C7-N2-C2

608

NAG

C8-C7-N2-C2

608

NAG

O7-C7-N2-C2

608

NAG
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NAG
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NAG
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NAG
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NAG
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Continued from previous page...

Mol | Chain | Res | Type Atoms
7 I 618 | NAG | O5-C5-C6-06
7 J 618 | NAG | O5-C5-C6-06
7 C 618 | NAG | O5-C5-C6-06
7 D 618 | NAG | O5-C5-C6-06
7 H 618 | NAG | C4-C5-C6-06
7 J 618 | NAG | C4-C5-C6-O6
7 C 618 | NAG | C4-C5-C6-O6
7 I 618 | NAG | C4-C5-C6-06
7 D 618 | NAG | C4-C5-C6-06
7 A 618 | NAG | C4-C5-C6-06
7 B 618 | NAG | C4-C5-C6-06
7 E 618 | NAG | C4-C5-C6-O6
7 F 618 | NAG | C4-C5-C6-O6
7 G 618 | NAG | C4-C5-C6-O6
7 K 618 | NAG | C4-C5-C6-06
7 L 618 | NAG | C4-C5-C6-06

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#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

Unable to reproduce the depositors R factor - this section is therefore empty.

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

Unable to reproduce the depositors R factor - this section is therefore empty.

6.3 Carbohydrates (i)

Unable to reproduce the depositors R factor - this section is therefore empty.

The following is a graphical depiction of the model fit to experimental electron density for oligosac-
charide. Each fit is shown from different orientation to approximate a three-dimensional view.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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Electron density around Chain a:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain d:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain g:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain j:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain m:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain p:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain s:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain v:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain y:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain BA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain EA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain HA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative) gy
and green (positive)
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Electron density around Chain b:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain e:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain h:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain k:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain n:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain q:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain t:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain w:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain z:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain CA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain FA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain TA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain c:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain f:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain i:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain I:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain o:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain r:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain u:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain x:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain AA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain DA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain GA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain JA:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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6.4 Ligands (i)

Unable to reproduce the depositors R factor - this section is therefore empty.

6.5 Other polymers (i)

Unable to reproduce the depositors R factor - this section is therefore empty.


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