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

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

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

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

EMDB validation analysis : 0.0.1.dev118
Mogul : 2022.3.0, CSD as543be (2022)
MolProbity : 4-5-2 with Phenix2.0rcl
buster-report : 1.1.7 (2018)
Percentile statistics :  20231227.v01 (using entries in the PDB archive December 27th 2023)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.43.1
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.03 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
Clashscore I -l 0
Ramachandran outliers I 0
Sidechain outliers I | 0.2%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 210492 15764
Ramachandran outliers 207382 16835
Sidechain outliers 206894 16415

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

Mol | Chain | Length Quality of chain
1 1 513 i 74% 25%
1 2 513 i 77% 23%
1 3 513 i 75% 25%
1 4 513 76% 24%
1 5 513 76% 24%
1 6 513 i 75% 24%
1 7 513 A 76% 23%
1 8 513 A 77% 23%

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

Mol | Chain | Length Quality of chain
1 A 513 76% 24%
1 B 5913 76% 24%
1 C 513 76% 24%
1 D 513 76% 24%
1 E 513 77% 23%
1 F 513 77% 23%
1 G 513 76% 24%
1 H 513 76% 24%
1 I 513 76% 23%
1 J 513 7% 23%
1 K 513 76% 24%
1 L 513 7% 23%
1 M 513 75% 24%
1 N 513 77% 22%
1 O 513 7% 22%
1 P 513 76% 24%
1 Q 513 7% 23%
1 R 513 76% 24%
1 S 513 76% 24%
1 T 513 76% 24%
1 U 513 76% 23%
1 \Y 513 75% 25%
1 W 513 75% 25%
1 X 513 7% 23%
1 Y 513 76% 24%

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

Mol | Chain | Length Quality of chain
1 y/ 513 76% 24%
1 a 5913 75% 25%
1 b 513 75% 24%
1 c 513 7% 23%
1 d 513 76% 23%
1 e 513 77% 23%
1 f 513 76% 24%
1 g 513 k 7% 23%
1 h 513 75% 25%
1 i 513 i 7% 23%
1 j 513 75% 25%
1 k 513 i 76% 23%
1 1 513 A 77% 23%
1 m 513 76% 23%
1 n 513 A 76% 24%
1 0 513 76% 23%
1 p 513 b 76% 24%
1 q 513 i 76% 24%
1 r 513 i 76% 24%
1 S 513 76% 24%
1 t 513 i 75% 25%
1 u 513 i 76% 24%
1 \ 513 i 75% 25%
1 w 513 A 76% 24%
1 X 513 A 75% 24%

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

Mol | Chain | Length Quality of chain
1 y 513 . 76% 24%
1 v/ 513 76% 24%
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 247080 atoms, of which 0
are hydrogens and 0 are deuteriums.

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

e Molecule 1 is a protein called VP1 capsid.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 513 4097 2598 717 765 17 3 0

Total C N O S
1 B 513 4097 2598 717 765 17 3 0

Total C N O S
1 C 513 4097 2598 717 765 17 3 0

Total C N O S
1 D 513 4097 2598 717 765 17 3 0

Total C N O S
1 2 o13 4097 2598 717 765 17 3 0

Total C N O S
1 K b13 4097 2598 717 765 17 3 0

Total C N O S
1 G o13 4097 2598 717 765 17 3 0

Total C N O S
1 H o13 4097 2598 717 765 17 3 0

Total C N O S
1 I 013 4097 2598 717 765 17 3 0

Total C N O S
1 J o13 4097 2598 717 765 17 3 0

Total C N O S
1 K o13 4097 2598 717 765 17 3 0

Total C N O S
1 L 013 4097 2598 717 765 17 3 0

Total C N O S
1 M o13 4097 2598 717 765 17 3 0

Total C N O S
1 N o13 4097 2598 717 765 17 3 0

Total C N O S
1 0 o13 4097 2598 717 765 17 3 0

Total C N O S
1 P o13 4097 2598 717 T65 17 3 0

Total C N O S
1 Q b13 4097 2598 717 765 17 3 0

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

Mol | Chain | Residues Atoms AltConf | Trace
L R o13 Z(())st;l 25098 711]7 7(6?5 1S7 3 0
L 5 o13 Z(())st;;l 25C98 711]7 7(85 1S7 3 0
L T o13 Z(())g;l 25098 711]7 7(85 1S7 3 0
L v o13 Zgga?l 25098 711]7 7(6)5 1S7 s 0
1 v o13 Zgg?l 25098 71117 7(6)5 1S7 s 0
L W 513 Zgg;l 25098 7?7 7(6)5 1S7 s 0
L X b13 Z(())g;l 25098 7?7 7(6)5 1S7 s 0
L Y b13 Z(())g;l 2;0)8 7?7 7(6)5 1S7 s 0
L z b13 Z(())g?zl 25%8 7?7 7(6?5 1S7 s 0
L & b13 Zgg;l 25C98 71117 7((?5 1S7 s 0
L b b13 thgz;l 25098 7?7 7((?5 1S7 s 0
L ¢ o13 Zgg;l 25098 71117 7((?5 1S7 s 0
L d o13 Zgg;l 25098 7?7 7(35 1S7 s 0
L ¢ o13 Zgg?l 25%8 711]7 7C6)5 1S7 3 0
L f o13 Zgg;l 25%8 711]7 7(6)5 1S7 3 0
L & o13 ZSZ?I 25098 711]7 7(85 1S7 3 0
L h o13 Zggil 25098 711]7 7(35 1S7 3 0
L i o13 Zgg;l 25%8 711]7 7(35 1S7 3 0
L ] o13 Zgg;l 25098 711]7 7%)5 1S7 3 0
L k o13 Zgga%l 25%8 711]7 7(6)5 1S7 3 0
L 1 o13 Zgga%l 253)8 711]7 7(6)5 1S7 3 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
! o o13 Z(())st;l 25098 711]7 725 1S7 3 0
! . b13 Z(())g;l 25C98 711]7 7(85 1S7 3 0
! © b13 Z(())g;l 25(2)8 711]7 7(85 1S7 3 0
1 p o13 Zgga; 25%8 711]7 7(6)5 1S7 3 0
1 4 o13 Zggél 25C98 711]7 7(6)5 1S7 s 0
L ' 513 ngt;l 25098 71117 725 1S7 s 0
L i b13 Z(())ga?l 25098 71117 7(6)5 1S7 s 0
L ¢ b13 Zgg;l 2;0)8 71117 7(6)5 1S7 s 0
L b b13 Zgg?zl 25%8 71117 7(6?5 1S7 s 0
L v b13 Zgg;l 25C98 71117 7((?5 1S7 s 0
L W b13 Zgg;l 25098 71117 7((?5 1S7 s 0
L * o13 Zgg;l 25098 71117 7((?5 1S7 s 0
L Y o13 Zgg?l 25098 71117 7(55 1S7 s 0
L z o13 Zgg?l 25%8 711]7 7C6)5 1S7 3 0
L L o13 Zgg&;l 25%8 711]7 7(6)5 1S7 3 0
L 2 o13 Zggil 25098 711]7 7(6?5 1S7 3 0
L 3 o13 3;85?1 25098 711]7 7(85 1S7 3 0
L 4 o13 Zgg;l 25%8 711]7 7(85 1S7 3 0
L g o13 Zgg;l 25098 711]7 7%)5 1S7 3 0
L 0 o13 thga%l 253)8 711]7 7(6)5 1S7 3 0
L 7 o13 Zgga%l 253)8 711]7 7(6)5 1S7 3 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 8 513 4097 2598 717 765 17 3 0

e Molecule 2 is 2-DEOXYADENOSINE-5-MONOPHOSPHATE (CCD ID: D5M) (formula:

C1oH14N5O6P).
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24%

green = 0, yellow = 1, orange = 2

Full wwPDB EM Validation Report
A red diamond above a residue indicates a poor fit to the EM map for
76%

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

atom inclusion in map density. Residues are color-coded according to the number of geometric

quality criteria for which they contain at least one outlier:
outlier are shown as a green connector. Residues present in the sample, but not in the model, are

shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and

3 Residue-property plots (i)

and red = 3 or more.
e Molecule 1: VP1 capsid

Chain A:

3

Page 13

€5€4d

TS9ed
0SEN
6%€D

Lved
9%EH

(472591
el

62ED

LTEL

S2eL

0zer

1

TTEA

coex
T0€d

262M
062N
682N
88CA
S82h

L1120
9.LTH

T.2d

69CK

1924

6SCA
isTA N
[i44s]
oved

SETH
vecL

62T

pra4cs

TLVN

S9%d

6SVA

95vd

2S¥D

0S¥Y
6774

SHPN
Wl
ovvY
6EVA
SEVT

cEVA
TEVA

8TYN

€2¥T

0ZHN

8THH

9T¥N

90¥Xx

1624

T6€d

78ev

T8€d

LLEN
9LEN

vLEN

TLed

89€T
L9eL

B6SEN
85ed
LSEN

GSEV

S991L
799N
€990
2¢S9I
L¥94
€%9d

LE9L

SE

£€91

TE90
LTON
0791

0090
66ST

L6SI
9650

S8V
€951
w991
9€SY
8TSN
2csT

60SN

L0Sd

S0Sd
YOSy
€0SX

96%1

vevM
L8¥L
7870
€8%d
T8YN
87N

TLYD

TTLT
0CLL

8TLL
LTLT

YILL

TTLL
07,4

L0LI

1690

S69N

689N

989X

7891
€894

T89N

e Molecule 1: VP1 capsid

6.94
8L9%

S,94

0L9M

24%

76%

Chain B:

i

6%€0

Lyed
9YEH

TveT
TPeT

6zeb

LTEL

SCeEL

0ZeT

1

TIEA

c0oeN
T0€d

(41403
062N
68CN
88CA
s8zh

LL2D
9.CH

T.2d

692X

1924

6GCA

SScL

6vch

(444N

oved

gecy
veel

62CA
8¢y
Leed

SCCTH

6SVA
9G¥d
[4ci0]
677d
SYPN
157270
ovvy
6EVQ

SEYT

ceva
TEVA

8CTYN

€C¥1

0CHN

8TVH

9T¥H

90%A

L6gYd

T6€d

v8ev

18€d

LLEN
9LEN

vLEN

TLEd

89€1
L9EL

09€T
63EN
8Ged
LSEN

SGEV

£5€d

TSed
0SGEN

2¢S9I

L%94

€%9d

LEIL

SE

€€97T

€90
LTON
0T9L

0090
6651

L6ST
9650

SLSV
€GSL
¥ye1
9ESY
8¢S
[44°s

60SN

L0Sb

S0Sd
oSy
€0SX

9671

vevM
L8%L

7870
£8¥d
Z8YN
187N

[54]
TLYN

S9%d

T2L1
0CLL

8TLL
VAN

YILL

TTLL
(0] 98

L0LI
2690
S69N
689N

9894

7891
€893

T89N

e Molecule 1: VP1 capsid

6,94
8L9%

$§.93
0L9M
S991L
799N
€990

24%

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe

76%

Chain C:


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

EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 14

GSEV

£G€d

T9ed

6%€D

Lved
9%€H

cveT
el

62ED

LTEL

SZeL

0Zer

62TA
8ccy

[54]
TLVN

S9%d
6SVA
95vd
2S¥D

0S¥X
6774

SHYN
13421
ovhy
6EVA
SEVT

CEVA
TEVA

62vd
8TYN

€TVT

(478

215720

9TV

90%&

1684

Teed

v8ev

T8ed

LLEN
9LEN

TLEN

TLed

89¢€T
L9eL

B6SEN
85ed
LSEN

0L9M
6993

S991
TN
€990
2891
L9794
€%9d

LE9L

SE9N

€€9T

TE90
LTON
0T9L

0090
6691

L6SI
9690

€650
SLSY
€5SL
¥¥ST
9€ESY
8T9%
(448}
S08d
oSy
€094
96%1
vevM
L8¥L
87h
€8¥d
28¥N
T8%N

TTLT
0CLL

8TLL
LTLT

YILL

TTLL

60.0

L0LI

2690

S69N
T69N
0694
689N

9894

%891
€894

T89N

e Molecule 1

6,94
8L9%

S.94

VP1 capsid

24%

76%

Chain D

T9ed

67E€D

Lyed
9YEH

{42581
el

62ED

LTEL

SCEL

0zZeT

TIEA

coeN
T0€d

26TM
062N
68CN
88CA
S82h
9.LTH

T.2d

69CK

1924

6SGCA
Eis[A N
6%eh
(4498
oved

SETH
veTL

62T

SCTH

6SVA
98vd
[4ci0)

0S¥Y
6v7Y

STIN
15229
ovvY
6E7Q
SEYT

2cEVA
TEVA

62vd
8CTYN

€Y1

0ZHN

8TYH

9T¥I

90%&

L6€4

T6€d

v8ey

18€d

LLEN
9LEN

2] n N~ oo N~ o — <
el ™) mmmm oM M Il i}
R << = A B A =

2¢S9I
L%94
€%9d

LESL

SEMN

€€9T

€90
LTON
0T9L

0090
66ST

L6SI
9650

€630
S8V
€951
¥¥91
9E8Y
8TSN
2csT
60SN
L0Sd
€0SA
9671
vevM
L8%L
78%h
£€8¥d
T8YN
T8YN

TLYD
TLON

S9%d

2L
0TLL

8TLL
LTL7T

YILL
TTLL

0oTLYd
60,0

L0LI

2690

S69N
T69N
0694
689N
9894

7891
€894

6,94
8.L93

§L93
0L9M
G991

799N
€990

: VP1 capsid

e Molecule 1

23%

77%

Chain E

3

T8ed
0GEN
6¥E€D

Lyed
9YEH

(472581
TPel

6zeb

LTEL

SCEL

0Z€I

TTIEA

20eN
T0€d

26CM
062N
68CN
88CA
s82h

LL2D
9.LCH

T.2d

692X

1924

6GCA
Eis( AN
6%2h

(4495

oved

SETH
el

(44

Leea

[54]
TLYN

S9%d
6G¥A
9G¥%d
(40

0S¥
677Y

SYIN
153429
ovvY
6EVA
SEVT

CEVA
TETA

8CYN
€2V

0Z7N

STHH

9TTN
90%&
L6€Y
T6€d
v8ev
18€d

LLEN
9LEN

vLEN
TLed

89€1
L9€L

09€1
6GEN
8G€d
LSGEA

§.93
0L9M
S991
PN
€990
2G99I
L%94
£79d

LEQL

SEON

£€91

T€90
LTON

009d
6651

L6SI
9650

2850
SLSY
799D
€651
991
9ESY
8¢S
{44y
€054
9671
vevM
L8¥%1
787d
€8¥%d
28YN

187N

TCLT
0TLL

8TLL
LTL7T

PTLL
TTLL

(k-
60L0

L0LI

1690

VP1 capsid

S69N

689N

9894

e Molecule 1

7891
€893

6,94
8.9

23%

—
77%

Chain F

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 15

€9€d

T9ed

6%€D

Lved
9%€H

cveT
el

62ED

LTEL

SzeL

0zel

TTEA

20ex
ToEd

262M

062N
682N
88CA
S82h
9.CH

T.2a

69CX

1924

652N
ST R
[5iz4s]
oved

SeTY
vecL

62T

Lz2a

3

S9%d
6SVA
95vd
2SvD

0S¥y
6774

SHIN
Twhl
ovvY
6E7A
SEVT

2EVA
TEVA

8TYN

SThY

€TVT

0ZYN

215720

9TFW

90%&

1684

T6ed

v8ev

T8€ed

LLEN
9.LEN

vLEN

TLed

89€T
L9eL

B6SEN
85ed
LSEN

SGEV

S991
TN
€990
2891
Ly94
€%9d

LEOL

SEON

€€91

TE90
LTON
0T9L

0090
6651

L6SI
9650

SLSY
€951
¥991
9€SY
8T
[44:i88
605N
L0Sb
€0SK
9671
vevM
L8%L
87
€8¥d
28¥N
T8%N

TLYd
TLON

TeLT
0CLL

8TLL
LTLT

PTLL

TTLL
01,4

LOLT

1690

S69N

689N

989K

7891
€893

6,94
8L9%

S.94

0L9M

: VP1 capsid

e Molecule 1

24%

76%

Chain G

3

TS9ed
0SGEN
67E€D

Lyed
9YEH

{42581
Tvel

6zed

LTEL

SCeEL

0ZeT

TIEA

coeN
T0€d

26TM
062N
68CN
88CA
S82h

L.
9.LTH

T.2d

69CK

1924

6SGCA
Eis[A N
6%eh

(4498

oved

SETH
veTL

(448

Lgea

6SVA
98vd
[4ci0)

0S¥Y
6v7Y

STIN
15229
ovvY
6E7Q
SEYT

2cEVA
TEVA

8CTYN
€Y1

0ZHN

8THI

9TV

9074

L6€Y

T6€d

v8ey

18€d

LLEN
9LEN

vLEN

TLEd

89€1
L9EL

09€T
B6SEN
85ed
LSEN

SGEY

€5€d

L%94
€%9d

LESL

SEMN

€€9T

€90
LTON

0090
6631

L6SI
9650

€650
28Sa
S.LSV
799D
€951
¥¥91
9E8Y
8TSN
2csT
60SN
L0Sd
€0SA
9671
vevM
L8Y%L
78%h
£€8¥d
T8YN
T8YN

TLYD
TLON

S9%d

2L
0TLL

8TLL
LTL7T

YILL
TTLL

0oTLYd
60,0

L0LI

2690

S69N

689N

9894

VP1 capsid

7891
€893

6,94
8193

§.99
0L9M
G991
799N
€990

2991

e Molecule 1

24%

76%

Chain H

T8ed
0GEN
6¥E€D

Lyed
9YEH

(472581
TPel

6zeb

LTEL

SCEL

0Z€I

TTIEA

20eN
T0€d

26CM
062N
68CN
88CA
s82h

LL2D
9.LCH

T.2d

692X

1924

6GCA
Eis( AN
6%2h
(4495
oved

SETH
el

(44

6S¥A

96¥%d

(415

0S¥
6774

SYYN
15440
ovvy
6€£7a
SeYT

2eVa
TEVA

8CTYN
€C¥1
0CHN
8TV
L1%4
9TV
ST¥S
9074
Legyd
T6€d
v8evy

18€d

LLEN
9LEN

vLEN

TLEd

89€T
L9EL

09€T
6SEN
85ed
LSEA

SGEV

£G€4

€990
2¢S9I
L%94
€%9d

LEIL

SEN

£€9T

TE90
LTIN
0191

0090
6651

L6ST
9650

SLSV
€651
%91
9€8Y
8T
[44is
60SN
L0Sb
€0SX
96%1
v6vM
L8%L
78vd
€8%d
Z8YN
T8YN

[(54]
TLYN

S9%d

T2L1
0CLL

8TLL
LTLT

YILL

CTLI
TTLL
0T.Y
LOLI
1690
S69N
689N
9894

891
€894

8.9

S.93

0L9M

S991L
2L

: VP1 capsid

e Molecule 1

23%

76%

Chain I

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 16

TSsed
0SEN
6%€D

Lyed
9%€H

cveT
el

6zed

LTEL

SZeL

0zer

TIEA

coex
To€d

26TM
062N
682N
882A
S82h

112D
9.LCH

T.2a

69T

1924

6SCA
§SCL
6%2h

(4428

oved

SeTY
vecL

62T

Lz2a

3

6SVA
95vd
[4i0)

0S¥X
gt

SHIN
137428
ovvY
6Eva
SEPT

2EVA
TEVA

8TYN
€TVT

0ZYN

8T

9TV

9074

Le€yd

T6ed

v8ev

T8€d

LLEN
9.LEN

TLEN

TLEd

89€T
L9€L

09€T
B6SEN
85ed
LSEN

SSEV

€5€d

2891
L%94
€%9d

LEOL

SEN

€€9T

TE90
L2T9N
0T9L

0090
6651

L6SI
96Sa

€650
SLSV
€991
991
9€SV
8TSN
[44ci88
605N
L0Sb
€0SK
9671
vevM
L8%L
87
€8%d
Z8¥N
T8%N

TLYd
TLON

S9%d

TTLT
0CLL

8TLL
LTLT

YILL

TTLL
0T.Y

L0LI

1690

S69N

9894

VP1 capsid

%891
€894

6,94
8.L93%

S.94
0L9M
S991

TN
€990

e Molecule 1

—
77%

23%

Chain J

SGEY

€94

TSed

67€D

9%€H

el
eI

62Z€D

LTEL

SCEL

0zer

TTEA

20eN
T0€4

26TM
062N
682N
88CA
S82h
9.LTH

T.2d

69Tk

1924

6SCA
is[A N
[i44s]
oved

SETH
veTL

62T

SCTH

[454]
TLYN

S9%d
6SVA
98vd
2S¥D

0S¥Y
6774

7478
137429
(44
6EVA
SEVT

CTEVA
TEVA

62vd
8TYN

€2¥1

0ZTN

215700

9TV

028

L6€Y

T6€d

78eEV

18¢ed

LLEN
9LEN

VLEN

T.ed

89€T
L9€L

B6GEN
8G€ed
LSEN

0LoM
S991L
799N
€990
2991
L%94
€%9d

LEIL

SEIN

€€9T

€90
LTON

0090
66571

L6SI
9650

€630
2830
SS9V
798D
€551
7¥ST
9€ESY
82S)
2esT
€084
9671
vevM
L8¥L
7870
€8%d

28YN
87N

TCLT
0CTLL

8TLL
LTLT

YILL
TTLL

(k¥
60,0

L0LI

1690

VP1 capsid

S69N

689N

9894

e Molecule 1

7891
€893

6,94
8.L9%

§L93

24%

76%

Chain K

3

6%€0

Lyed
9YEH

TveT
T7€1

6zeb

LTEL

SCEL

0Z€T

TTEA

c0oeN
T0€d

26CM
062N
682N
88CA
s82h
9.CH
T.2a

692X

1924

6GCA

Eis( AN

6vch

(444N

oved

gecy
vecL

62CA
8zTy
Leea

SCTH

9G6¥%d

(455

0S¥
6774

SYYN
ol
ovvy
6£7a
SEYT

ceva
TEVA

8CTYN
€Cv1
0CHN
8TV
L1%4
9TV
ST¥S
9074
Legyd
T6€d
v8ev

18¢€d

LLEN
9LEN

vLEN

TLed

89€T
L9EL

09€T
63EN
8Ged
LSEA

SGEV

£G€4

TS€d

2¢S9I

L%94

€%9d

SEN

€€9T

T€90
LZON

0T9L
6091

0090
6651

L6ST
9650

€650
SLSV
€651
%91
9e8Y
8T
[44s
60SN
L0Sb
€0SX
96%1
v6vM
L8%L
78vd
£8%d
T8YN
187N

[(54]
TLYN

S9%d

6G%A

T2L1
0CLL

8TLL
LTL7T

YTLL

CTLI
TTLL

*

LOLI

2690

S69N

689N

1891
989K

VP1 capsid

e Molecule 1

23%

—
77%

Chain L

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 17

€5€d

T9ed
0GEW
6%€D

Lyed
9%€H

cveT
el

62D

LTEL

Szel

ozer

TIEA

c0ex
ToEd

262M
062N
682N
88CA
582h

L.L20
9.LTH

T.2a

69CX

1924

652N
ST R
[5iz4s]
oved

SeTY
vecL

62T

S9%d
6SVA
95vd
2SvD

0S¥y
6774

SHIN
Twhl
ovvY
6E7A
SEVT

2EVA
TEVA

8TYN
€TVT

0ZYN

8T

9T¥NW

90%A

L6gY

Teed

78ev

T8€d

LLEN
9.LEN

vLEN
TLed
89€T
L9el
99€T
B6SEN

85ed
LSEN

SGEV

S991
TN
€990
2891
Ly94
€%9d

SEN

£€9T

TE90
LTON
0T9L

0090
6651

L6SI
9650

€650
SLSY
€951
¥991
9€SY
8T
[44:i88
605N
L0Sb
€0SK
9671
vevM
L8%L
87
€8¥d
28¥N
T8%N

TLYd
TLON

T2LT
0TLL

8TLL
LTL7T

YTLL

CTLI
TTLL
014
L0LI

1690

VP1 capsid

S69N

9894

e Molecule 1

891
€893

6.94
8L9%

§L93

0L9M

24%

75%

Chain M

T8ed
0GEN
67E€D

Lyed
9YEH

{47258
TPeT

6zeb

LTEL

SCEL

0Z€I

TTEA

20eN
T0€d

26TM

062N
68CZN
88CA
s8zh

LL2D
9.LCH

T.2d

692X

1924

6GCA
Eis( AN
6%eh
(4495
oved

SETH
veeL

62CA
87Ty

6S¥A

9G6¥%d

(455

0S¥
6774

SYYN
15449
ovvy
6£7a
SEYT

2eEVA
TEVA

8CTYN

€2V

0CHN

8TV

9TV

9074

L6€Yd

T6€d

v8ev

18¢€d

LLEN
9LEN

vLEN

TLEd

89€T
L9EL

09€T
6SGEN
85ed
LSEA

[ IS To)
0 W0
m M M
oA <t

2S9I

L%94

€%9d

SEN

€€9T

€90
LZON

0T9L
6091

0090
6651

L6ST
9650

€650
SLSV
€651
%91
9E8Y
8T
[44°s

60SN

L0Sb

S0Sd
oSy
€054

96%1

v6vM
L8YL
7870
£8¥%d
28YN
187N

TLYD
TLYN

S9%d

T2L1
0CLL

8TLL
LTL71

YTLL

CTLI
TTLL
(o) k¢
LOLI
2690
S69N
689N
9894

7891
€894

6,94
8L9%

S.93
0LoM
S99L

PN
€990

: VP1 capsid

e Molecule 1

22%

w—
77%

Chain N

i

LSEN

T9ed

6%€D

Lyed
9%€H

cveT
el

62ED

LTEL

Szel

ozer

TTEA

c0ex
ToEd

z6TM

682N
88CA

s8zh
9.LCH

T.2a

69T

1924

6SCA
G52l
6%2h

(4498

oved

SeTY
vecL

62T

Lz2a

187N

[54]
TLVN

S9%d
(G128
95vd
[4i0
6774
SHIN
PPl
ovhy
6EVA

SEVT

CEVA
TEVA

8TYN
€TVT

(478

215720

9TV

90%&

1684

Teed

v8ev

T8€d

LLEN
9LEN

TLEN
TLed
89¢€T
L9eL
99¢€T
09€T

85€ed

0L9M
S991
TN
€990
28991
L%94
€%9d

LE9L

SEON

€€9T

TE90
LTON
0T9L

0090
6691

L6SI
9630

€650
SLSY
€5SL
¥9ST
9€ESY
829N
(448}
B60SN
2050
€094
9671
vevM
L8¥1L
87h

€87d
287N

TeLT
0TLL

8TLL
LTL7T

YILL

TTLL
0124

L0LI

1690

S69N

L]

VP1 capsid

9894

891
€893

T89N

e Molecule 1

6.94
8L9%

§L93

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 18

22%

—
77%

Chain O

vsed
€5€4

TSed

67E€D

Lv€d
9%€H

(472591
TPel

62Z€D

LTEL

S2eL

0zer

TTEA

{40}
T0€d

(41408

682N
88CA

S82h
9.LTH

T.2d

69CK

1924

6SGCA
Eis[AN
44l
oved

secy
vecl

62T
8¢Ty

SCTH

[54]
TLYN

S9%d
6SVA
9G%d
2S¥D

0S¥Y
677

SYIN
1537429
ovvY
6EVA
SEVT

¢EVA
TEVA

8CTYN
€Y1

0ZHN

215708

9TTI

1028

L6€Y

T6€d

78ev

18€d

LLEN
9LEN

vLEN

T.ed

89¢€1
L9EL

B6SEN
85ed
LSEN

SGEV

$§.93

0L9M

S991L
799N

2¢S9I

L%94

€%9d

LEIL

SEIN

€€9T

€90
LTON
0191

0090
66571

L6SI
9650

€650
SS9V
A
9€ESY
8TSN
2csT
60SN
L08d
€0SK
9671
vevM
L8¥L
7870
€8%d
T8YN

187N

TCLT
0TLL

8TLL
LTLT

PILL

TTLL

+

L0LI

1690

VP1 capsid

S69N

689N

9894

e Molecule 1

7891
€893

6,94
8.L9%

24%

76%

Chain P

3

itz

T6€d

67D

9YEH

cvel
T7€1

6zZ€d

LCEL

SCEL

0zer

TIEA

20oeN
To€d

26CM
062N
68CN
88¢CA
s82h
9.LCH

T.2a

692X

1924

6GCA
Eis( AN
6%2h

(4495

o%ed

SETH
vecL

(44

Leea

6S¥A
9G6¥%d
(415

0S¥
6774

SYYN
137228
ovvy
6€7a
SEVT

CEVa
TEVA

8CTYN

SThY

€2V

0ZHN

8TV

9TV

9074

L6€Y

T6€d

v8ev

18€d

LLEN
9LEN

vLEN

TLed

89€T
L9EL

09€1
6GEN
8G€ed
LSEA

SGEV

2S9I
L%94
€%9d

SEN

€€9T

TE90
LZON
0T9L

0090
6651

L6ST
9650

€650
S.LSV
€651
%91
9€8Y
8T
[44s

60SN

L0Sb

S0Sd
vosy
€0SX

96%1

v6vM
L8YL
bEid]
£8¥%d
28YN
187N

TLYD
TLYN

S9%d

T2L1
0CLL

8TLL
LTLT

YTLL

CTLI
TTLL
0T.Y
LOLI
1690
S69N
689N
9894

%891
€891

6,94
8L9%

§.93
0LoM
S991

e
€990

: VP1 capsid

e Molecule 1

—
77%

23%

Chain Q

3

TS9ed
0SGEN
67€D

Lyed
9YEH

{47258
el

6zed

LTEL

SCeEL

0ZeI

TIEA

coeN
T0€d

(4314,
062N
682N
88CA
S82h

L.
9.CH

T.2d

69CK

1924

6SGCA
is[A N
[5i%4]

(4498

oved

SETH
veTL

(448

Lgea

6SVA
9G¥d
[4ci0)

0S¥Y
6v7Y

SYIN
15229
ovvY
6€7a
SEYT

2EVA
TEVA

8CTYN
€Y1

0ZHN

8TV

9TV

9074

L6€Y

T6€d

v8ev

18€d

LLEN
9LEN

vLEN

TLEd

89€T
L9EL

09€T
B6SEN
85ed
LSEN

SGEV

€5€d

S991L
799N
€990
2¢S9I
L¥94
€%9d

LE9L

SEIN

€€91

€90
LTON

0090
66ST

L6SI
9650

€630
S8V
€951
¥v91
9€ESY
8TSN
2csT
S0Sd
70Sv
€0SA
9671
vevM
L8Y%L
7870
€8¥d
T8YN
187N

TLYD
TLVN

S9%d

T2LT
0TLL

8TLL
LTLT

YILL

TTLL
0T.Y

L0LI

1690

S69N

689N

9894

891
€893

6.94
8L9%

§.L93

0LoM

. VP1 capsid

e Molecule 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 19

24%

76%

Chain R

0SGEN
6%€0

Lyed
9YEH

TveT
el

6zed

LTEL

Scel

0ZeT

TIEA

coeN
T0€d

(4314,
062N
682N
88CA
S82h

L.
9.CH

T.2d

69CK

1924

6SCA
G2l
6veh
{4798
oved

secy
vecl

62T
8¢Ty

SCTH

95¥d
[4si0)

0S¥Y
677Y

SYPN
15229
ovvy
6E7Q
SEYT

Teva
TEVA

8CTYN
€CV1
0CYN
8TV
L1944
9TV
ST¥S
90%&
Legyd
T6ed
v8ev

18€d

LLEN
9LEN

vLEN
TLEd

89€T
L9EL

09€1
6SEN
85ed
LSEN

SGEV

€5€d

TSed

S991
799N
€990
2¢S9I
L¥94
€%9d

LE9L

SE9N

£€91

€90
LTON
0191

0090
66ST

L6SI
9650

S8V
€551
¥¥91
9ESY
8TSN
2csT
€0SA
9671
v6vM
L8%L
7870
€8%d
T8YN

T8YN

[454]
TLVN

S9%d

6SVA

T2LT
0TLL

8TLL
LTLT

YILL

TTLL
0T.Y

L0LI

1690

S69N

689N

9894

891
€893

6.94
8L9%

§L93

0LoM

: VP1 capsid

e Molecule 1

24%

76%

Chain S

TG€d

67E€D

Lved
9YEH

cvel
T7€1

6zZ€d

LCEL

SCEL

0zer

TIEA

20oeN
To€d

26CM
062N
68CN
88¢CA
s82h
9.LCH

T.2a

692X

1924

6GCA
Eis( AN
6%2h
(4495
o%ed

SETH
vecL

62CA

SCTH

6S¥A

9G6¥%d

(415

0S¥
6774

SYYN
137228
ovvy
6€7a
SEVT

CEVa
TEVA

62¥%d

Foon
€990

2S9I
L%94
€%9d

LEIL

SEN

€€91

T€90
LTON

0090
6651

L6SI
9650

£63h
SLSV
€G9S1
%91
9E8Y
8¢Sy
{44!
60SN
L0Sb
€0SX
96%1
v6vM
L8YL
bEid]
£8¥%d
28YN
187N

TLYD
TLYN

S9%d

T2L1
0CLL

8TLL
LTLT

YILL
TTLL

0T.Y
60.0

LOLI

1690

S69N

689N

9894

VP1 capsid

%891
€894

6,94
8.9

§.93

0L9M

S991

e Molecule 1

24%

76%

Chain T

3

6%€0

Lyed
9%€H

TveT
eI

6zed

LTEL
Sgel

0ozer

TIEA

coex
T0€d

26TM
062N
682N
882A
58zh

112D
9.CH

L2X4¢
69T

1924

6SCA
§SCL
6%2h
o¥ed

LETH

gecy
AN

62T
8cTy
220

STTH

6SVA

95vd

[4i0l

0S¥X
6%7d

SHIN
13428
ovvY
6E7A
SEPT

(45748
TEVA

8TYN

€TVT

0ZYN

8THN

9T¥N

9074

Le€yd

T6ed

v8ev

T8€d

LLEN
9.LEN

vLEN

TLEd

89€T
L9€L

B6SEW
8G9€d
LSEN

SSEV

€5ed

TSsed
0SEN

TN
€990

7991
¢S9I
L%94
€%9d

SE9N

€€91

TE90
LTON

0T9L
6093

0090
66ST

L6SI
9650

€650
SLSY
€991
¥PST
9€SY
8T9N
ezsT
€0SX
9671
vevM
L8%L
bCid)
€8¥%d
T8YN

T8%N

TLYD
TLVN

S9%d

TeTLT
0TLL

8TLL
LTLT

YTLL

CTLI
TTLL

*

L0LI

1690

S69N

689N

891
989X

7891
€894

T89N

e Molecule 1

6,94
8L9%

S.94

0L9M

S991

VP1 capsid

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 20

23%

76%

Chain U

TSe€d

67E€D

Lyed
9YEH

(472581
el

62€D

LTEL

SCeL

0ZeT

TIEA

coeN
T0€d

26TM
062N
682N
88CA
S82h
9LCH

T.2d

69CK

1924

6SGCA
is[A
[5i%4]
{4498
oved

SETH
veTL

(448

6SVA
9G¥d
[4ci0)

0S¥Y
677Y

SYIN
15229
ovvyY
6E7a
SEYT

TEVA
TEVA

8CTYN
€Y1

0ZHN

8TYI

9TV

90%&

L6€d

T6€d

v8ev

18€d

LLEN
9LEN

vLEN

TLEd

89€T

OISHWwON~ OO _©N
re) 0 0w woElo ©
O@O@O®mNn 00
[ < = Aa =

25891
L%94
€%9d

LESL

SEM

€€9T

€90
LTON
0T9L

0090
66ST

L6SI
9650

€630
S.SY
€951
¥v91
9E8Y
8TSN
2csT
60SN
L0Sd
€0SA
9671
vevM
L8Y%L
7870
£€8¥d
T8YN
87N

TLYD
TLON

S9%d

T2L1
0CLL

8TLL
LTL7T

YTLL

CILI
TTLL
() 9k:
L0LT

1690

S69N

9894

VP1 capsid

%891
€891

6,94
8L9%

§.93
0L9M
S991

e
€990

e Molecule 1

—
75%

25%

Chain V

€5€d

Tsed
0SGEW
6%€D

Lved
9%€H

cveT
el

62ED

LTEL

SzeL

0Zel

TIEA

20ex
ToEd

26TM
062N
682N
88CA
582h

L.LT0
9.LTH

T.2d

692K

1924

652N
isTAR
[iz4s]
oved

SeTH
vecL

62T
8zcy

6SVA
95vd
[4i0)

0S¥X
6%7Y

SHIN
137428
ovvY
6E7A
SEPT

2EVA
TEVA

62vd
8TYN

SThY

€2V1

0ZYN

8T¥I
L1%4
9TFN
S1¥%S
90%&
1684
Teed
v8ev
T8ed

LLEN
9.LEN

vLEN

TLed

89€T
L9eL

B6SEN
85ed
LSEN

GSEV

2891
L%94
€%9d

LEOL

SEIN

€€9T

TE90
LT9N
0T9L

0090
66ST

L6SI
965a

€650
SLSV
€991
¥991
9€39V
8TSN
[44:i88
60SN
L0Sd
€0SK
9671
vevM
L8%L
870
€8%d
28N
T8¥N

TLYd
TLON

S9%d

Tl
0TLL

8TLL
LTLT

YILL

TTLL

60,0

L0L1

1690

S69N
T69N
0694
689N
989K

7891
€894

6,949
8L93%

S.94

0L9M
6994

S991
TN
€990

: VP1 capsid

e Molecule 1

25%

—
75%

Chain W

TS9ed
0SEN
67E€D

Lyed
9YEH

(472591
el

6zed

LTEL

SCEL

0ZeI

TIEA

coeN
T0€d

(43143
062N
682N
88CA
S82h

L.
9LTH

T.2d

69CK

1924

6SGCA
Eis[AN
[5i%4]
14498
oved

SETH
veTL

62T

ST

98¥d

[4ci0)

0S¥Y
6v7Y

SYPN
15229
ovvY
6EVQ
SEYT

Teva
TEVA

62vd
8CTYN

€TV
0CHN
8T¥H
L1%4
9TV
ST¥S
9074
Legyd
rT6€d
v8ev
18€d

LLEN
9LEN

vLEN

TLEd

89€T
L9EL

09€T
B6SEN
85ed
LSEN

SGEV

€5€d

V99N
€990

25891
L%94
€%9d

LE9L

SEM

£€9T

€90
LTON

0090
66ST

L6SI
9650

€630
S8V
€951
¥v91
9E8Y
8TSN
2csT
S0Sd
70Sv
€0SA
9671
v6vM
L8Y%L
7870
£€8%d
T8YN
T8YN

[454]
TLVN

S9%d

6SVA

TeLT
0TLL

8TLL
LILT

YILL
TTLL

0TL4
60.Q

L0LI

1690

S69N
T69N
0694
689N
9894

891
€894

6.94
8.L9%

§L93

0L9M

S991

: VP1 capsid

e Molecule 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 21

23%

w—
77%

Chain X

TSe€d

67E€D

Lyed
9YEH

(472581
el

62€D

LTEL

SCeL

0ZeT

TIEA

coeN
T0€d

26TM
062N
682N
88CA
S82h
9LCH

T.2d

69CK

1924

6SGCA
is[A
[5i%4]
{4498
oved

SETH
veTL

62T
8¢2H

S9%d

6SVA

95¥d

(410

0S¥Y
6vvY

SYIN
15229
ovvyY
6E7a
SEVT

TEVA
TEVA

8CTYN

€Y1

0ZHN

8TYH

515770

90%&

L6€d

T6€d

v8ev

18€d

LLEN
9LEN

) n N~ OO o N~ o — <
el o0 mmonm oM M o i}
[ < = A [ A =

S991L
799N
€990
2¢S9I
L¥94
€%9d

SEMN

€€9T

€90
LTON
0791

0090
66ST

L6SI
9650

€630
SS9V
€551
¥¥91
9E8Y
8TSN
2csT
60SN
L0Sd
€0SA
9671
v6vM
L8Y%L
7870
€8¥d
T8YN
187N
TLYD

TLON

T2L1
0CTLL

8TLL
LILT

YTLL

CTLI
TTLL
0T.Y
L0LI
1690
S69N
689N
9894

891
€894

6.94
8.L9%

§L93

0L9M

: VP1 capsid

e Molecule 1

24%

76%

Chain Y

3

TG8ed
0SEN
67E€D

Lyed
9YEH

cvel
T7€1

6Z€D

LCEL

SCEL

0zZer

TIEA

20eN
Toed

26CM
062N
68CN
882A
s82h

k)
9.LCH

T.2a

692X

1924

6GCA
Eis( AN
6%2h

(4495

o%ed

SETH
vecL

(44

Leea

6S¥A

96¥%d

(415

0S¥
6774

SYYN
Tl
ovvy
6£7a
SEYT

CEVa
TEVA

8CTYN

4748

0CHN

22571

9TV

9074

Leeyd

16€d

v8evy

18¢€d

LLEN
9LEN

vLEN

TLed

89€T
L9EL
99€T

09€T
6SGEN
85€ed
LSEA

M <0
0 0 19
m M m
oA <

2¢S9I

L%94

€%9d

LEIL

SEN

€€97T

T€90
LTON
0T9L

0090
6651

L6SI
9650

€650

SLSV

€651

%91

9e8Y

8T

[44s

60SN

L3

L0Sd
€054
96%1
v6vM
L8YL
v8vd
£8%d
Z8YN
187N

[54]
TLYN

S9%d

1L
0TLL

8TLL
LTLT

PILL

TILL
07,4

LOLT

1690

S69N

989K

VP1 capsid

7891
€894

6,949
8L93%

S.94
0L9M
S991

TN
€990

e Molecule 1

24%

76%

Chain Z

0SGEN
6%€0

Lyed
9YEH

TveT
el

6zed

LTEL
SCEL

0ZeT

TIEA

coeN
T0€d

(4314,
062N
68CN
88CA
S82h

L.
9.CH

T.2d

69CK

1924

6SCA
Eis[A N
6veh
{4798
oved

secy
veTL

62T
8¢Ty

ST

9G¥d
[4si0]
677Y
SYPN
Tvol
(Uiga s
6EVQ
SEVT

zeva
TEVA

62vd
8CYN

SThY

€TV

0ZHN

8TV

9TV

9074

Legyd

T6ed

v8ev

18€d

LLEN
9LEN

vLEN

TLEd

89€T
L9EL

09€T
6SEN
85ed
LSEN

SGEV

€5€d

TSed

2¢S9I

L%94

€%9d

LESL

SEM

€€9T

TE90
LTON

0T9L
6093

0090
66ST

L6SI
9650

€630
S8V
€951
¥¥91
9E8Y
8TSN
2csT
€0SA
9671
vevM
L8%L
icig)
€8%d
T8YN

T8YN

[54]
TLVN

S9%d

6SVA

oSN~ 0®O
o S H AN
gD SRR R
= = = A

L0LI

2690

S69N

689N

9894

7891
€893

T89N

6,94
8L93

§L93
0L9M
G991

799N
€990

- VP1 capsid

e Molecule 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 22

25%

—
75%

Chain a

Lv€d
9%EH

(472591
Tvel

6zed

LTEL

SzeL

0ZeI

TTEA

20ed
T0ed

{434,
062N
68CN
88CA
582h
18¢d

1,20
9.LTH

T.2d
69Tk

1924

65CA
SSTL
6%2h
(4448

o¥ved

2S¥D

0S¥Y
677d

1374729
(0444
6EVQA
SEVT

2EVQ
TEVA

62vd
8TYN

STy

€CV1

0ZYN

8TV

9TV

LE9OL

SEMN

€€9T

€90
LTON
0191

0090
6631

L6SI
9650

€650
28Sa
S.LSV
798D
¥¥ST
9ESY
829N
{44
608N
2050
€0SX
9671
vevM
18%L
870
£8%d
T8YN
87N

[54]
TLVN

S9%d
6SVA

95vd

TCLT
0TLL

8TLL
LTLT

YILL

TTLL

L0LI

1690

S69N

0694
689N

9894

7891
€893

T8IN

VP1 capsid

6,94
8.L9%

§L93

0L9M
6994

9991
799N
€990
2¢S9I
L¥94

€%9d

e Molecule 1

24%

75%

Chain b

T8ed
0GEN
67€0

Lv€d
9%€H

[472°81
T9€1

62eb

LTEL

Scel

ozer

TTEA

coex
Toged

(41408

682N
88TA

S8z

LL2D
9.LCH

T.L2a

69C&

1924

69CA

SSTL

672h

0ved

SETH
vecL

6CCA

STTH

€720

9G¥%d
(415

0S¥
6774

SYYN
ol
ovvy
6£7a
SEYT

ceva
TEVA

8CTYN
SThY
€2V
0ZHN
6T¥H
8TV
9TV
9074
Leeyd
T6€d
v8ev
18€d

LLEN
9LEN

vLEN
TLed
89€T
L9EL
99€T
6SGEN

85ed
LSEA

SGEV

£G€d

€%9d

LESL

SEN

€€9T

TE90
L2TON
0T9L

0090
6651

L6ST
9650

€650
S.LSV
€651
%91
9ESY
214}
{44y}

60SN

20Sb

S0Sd
vosy
€054

96%1

v6vM
L8%L
78vd
£8%d
Z8YN
187N

[54]
TLYN

S9%d

6G%A

2L
0CTLL

8TLL
LTLT

PTLL

TTLL

60.L0

LOLT

1690

S69N

689N

989K

%891
€894

T89N

VP1 capsid

6,94
8L9%

.99
0L9M
S991
Foon
€990
2¢S89I

L%94

e Molecule 1

28%

—
77%

Chain ¢

3

0SEN
6%€0

Lyed
9%€H

TveT
el

6zed

LTEL

SgeL

0zer

TIEA

coex
T0€d

(414

682N
882A

58zh

112D
9.CH

T.2a
69T

1924

6SCA
§SCL
6%2h
(44498
oved

gecy
veal

62T
8cTy
1220

STTH

[54]
TLVN

S9%d
6SVA
9Svd
[4si0
6774
SHIN
vl
ovFY
6EVA

SEVT

¢EVA
TEVA

8TYN
€2V1
0ZYN
6TVH
215720
9T¥IW
9074
1684
T6ed
v8ev
T8€ed

LLEN
9LEN

vLEN
TLed

89€T
L9eL

09€T
B6SEN
85ed
LSEN

TSsed

6.94
8L9%

S,94

0L9M

S991
TN

2S91

L1994

€%9d

SEON

€€9T

TE90
LTON

0T9L
6093

0090
6691

L1691
9639d

€650
SLSV
€551
¥9S1
9€ESY
8T9%
ezseT
€094
96%1
vevM
L8%L
87h
€8%d
T8YN

787N

T2L1
0CTLL

8TLL
LILT

YILL

TTLL

L0LI

1690

S69N

689N

1891
9894

e Molecule 1

7891
€893

VP1 capsid

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 23

23%

76%

Chain d

£5€d

TSed
0SGEN
6%€0

L¥ed
9%EH

TveT
Tvel

6zed

LTEL

sceL

0zZeT

TTEA

20eN
T0€d

(41408

68CN
88CA

s8zh

L1120
9LCH

1,20

692K

1924

6SCA
SSTL
6vzh
o¥ved

SETH
veeL

62CA

0 8zzd

STTH

[54]
TLYN

S9%d
6SVA
9G%d
[4ci0]
677
15229
ovvyY
6E7a

SEVT

TEVA
TEVA

62vd
8CTYN

€Y1
0ZHN
8TV
L1974
9T¥I
S1¥%S
90¥A
L6€4
T6€d
78ev
18€d

LLEN
9LEN

vLEN
T.ed

89€T
L9€L

B6SEN
85ed
LSEN

SGEV

$§L93

0LoM
6993

S991L
799N
€990
2¢S91
L%94
£%9d

LEIL

SEN

€€9T

€90
LTON
0191

009b
66571

L6SI
9630

€650
SLSV
v¥ST
9€ESY
8TS)
2esT
S0Sd
oSy
€0SK
9671
vevM
L8¥L
7870
€8%d
T8YN
187N

TCLT
0TLL

8TLL
LTLT

PILL

TTLL

L0LI

1690

VP1 capsid

S69N

0694
689N

989X
€893
6,94

8.L9%

e Molecule 1

23%

77%

Chain e

Lved
9%€H

(472581
1574508

62Z€ED

LTEL

SCEL

0ZeT

TIEA

coex
Toed

T6TM
062N
68CZN
88TA
s8zh

LL2D
9.LCH

T.2d

692X

1924

69CA
SSCL
6%2h

(4498

0ved

SETH
vecL

6CCA

STTH

€120

6S¥A
9G¥%4d
(415

0S¥
6774

SYYN
9ol
ovvy
6€£7A
SEVT

CEVa
TEVA

8CTYN
€2V

0CHN

8TV

9TV

9074

Leeyd

T6€d

v8ev

18€d

LLEN
9LEN

vLEN
TLed
89€T
L9EL
99€T
09€1

8G€ed
LSEA

TSed
0GEN
6%€0

S991
Foon
€990
2891
L%94
€%9d

LE9L

SEN

€€9T

T€90
LTON
07191

0090
6651

L6ST
9650

£68h
SLS9Y
€651
991
9ESY
8¢Sy
{44y
€0SX
96%1
v6vM
L8YL
v8vd
£8¥%d
28YN

187N

TLYD
TLYN

S9%d

T2L1
0CLL

8TLL
LTLT

YILL
TTLL

014
60.0

LOLI

1690

VP1 capsid

S69N

689N

9894

e Molecule 1

891
€894

6,94
8.9

§.93

0LoM

24%

76%

Chain f

3

TSsed
0SEN
6%€D

Lyed
9%EH

(4288
el

6zed

LTEL

S2eL

ozer

TIEA

c0ex
To€d

26TM
062N
682N
882A
s8zh

112D
9.LCH

T.2a

69T

1924

6SCA
ST R
6%2h
oved

gecy
veal

62T
8cTy
1220

STTH

S9%d

6SVA

95vd

[4i0)

0S¥X
677d

SHIN
137428
ovvY
6E7A
SEVT

2cEVA
TEVA

8TYN

€2V1

0ZYN

6TVH

8THN

9T¥I

9074

L6€4

Teed

78ev

T8€d

LLEN
9.LEN

vLEN

TLed

89€1
L9EL

B6SEN
85ed
LSEN

GSEV

€5€d

0L9M

S991
TN

¢S9I

L%94

€%9d

SEN

€€91

TE90
LTON

0T9L
6093

0090
66ST

L6SI
9650

€650
SLSY
€991
¥PST
9€SY
8T
ezsT
S08d
v0sv
€0SK
9671
vevM
L8%L
870
€8%d
T8YN
T8%N
TLYD
TLON

2L
0TLL

8TLL
LTLT

YILL

TTLL

L0LI

1690

S69N

689N

1891
9894

891
€894

TS9N

e Molecule 1

6.94
8L9%

§L93

VP1 capsid

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 24

67€0

Lv€d
9%€H

{47281
1574508

62eb

LTEL

23%

SCeL

0ZeI

TIEA

coex
Toged

(414,

68CZN
88TA

s8zh

9.LCH

T.2a

77%

692X

1924

69CA
SSCL

6920

LYTA

0ved

SETH
vecL

6CCA

<>

STTH

€120

Chain g

187N

[54]
TLYN

S9%d
6G%A
9674
[4ci0]

0S73
6774

SYYN
153429
(44
6EVA
SEVT

CEYa
TETA

8CYN
€2V
0Z7N
6TVH
1570
9TV
90%&
L6€Y
T6€d

v8ev

LLEN
9LEN

vLEN
TL8d
89¢€1
L9€L
99¢€1

8G€ed
LSGEA

TS9€d

289d
T89N

6,94
8.9

§.94
0L9M
S991
PN
€990
2991
€79d

SEN

€€9T

€90
LTON

0719l
6094

0090
66GT

L6ST
9650

€650
SLSV
€651
99T
8¢Si
{44y}
S08d
oSV
€054
9671
vevM
L8¥L
7870

€8¥%d
28¥N

TTLT
0TLL

8TLL
LTLT

YILL

TTLL

1

L0LI

¥0.LD

1690

S69N

3

689N

1891
9894

e Molecule 1

7891
€893

VP1 capsid

—
75%

25%

Chain h

Lv€d
9%EH

(472591
VeI

6zed

LTEL

SzeL

0Zer

TTEA

20eN
T0ed

{414

682N
88CA

582h
18¢d

L1120
9.LTH

T.2d

69Tk

1924

65CA
SS6CL
6%2h
(4498
o¥ved

SETH
veel

62CA

0. 82Ty
STTH
€12h

602a

95¥d

[4ci0)

0S¥Y
677Y

1572729
(iga s
6EVQ
SEVT

zeva
TEVA

62vd
8TYN

€CV1

0Z¥N

6TVH

8TV

9TV

90%&

Leeyd

T6ed

v8evY

18€d

LLEN
9LEN

vLEN

TLEd

89€1
L9€L

09€1
6SEN
8G€d
LSEA

vsed
€5ed

DO
¥ 0
m M m
O =A

2¢S9I

€%9d

LEIL

SEMN

€€9T

€90
LTON

0T9L
6091

0090
66ST

L6SI
9650

€630
S.LSV
YyST
9ESY
829N
2es1

60SN

2050

S0Sd
70Sv
€0SA

9671

vevM
L8%L
7870
€8%d
T8YN
T8YN

[454]
TLVN

S9%d

6SVA

oSN~ 0®O
o S H AN
gD EED SRR
= = = A

60,0

L0LI
2690
S69N

0694
689N

989X
€894

6,94
8L9%

§L93

0L9M
6993

G991
799N

: VP1 capsid

e Molecule 1

23%

77%

111 1

Cha

16€d
6%€D
9%€H

(472581
T9€1

62eb

LTEL

SCeL

0ZeT

TIEA

coex
Toed

(414,

682N
88TA

s8zh

18¢d

9.LCH

T.2a

692K

1924

69CA
SS2L
672h
(449N
0ved

SETH
vecL

62CA

0 8zTy

SCTH

60za

187N

[54]
TLYN

S9%d
6G%A
9674
[4ci0]
6774
13429
ovvy
6EVA

SEVT

CEVa
TEVA

62¥%d
8CYN

€2¥1
0ZHN
6TVH
STHIH
9TFN
90%A
L6€Y
T6€d
v8ev

18€d

LLEN
9LEN

vLEN
TLed

89¢€1
L9€L

09€T
6GEN
8G€d
LSGEA

6.94
8.9

§.93

0L9M

S991
Poon

2G99I

Ly94

£79d

SE9N

€€91

1€90
LTON

0719l
6094

009d
6651

L6ST
9650

€650
SLSV
991
9ESY
8¢Si
{44y}
605N
L0sb
€084
9671
vevM
L8¥%L
7870

€8¥%d
28¥N

TCLT
0TLL

8TLL
LTLT

YILL

TTLL

LOLI

1690

S69N

0694
689N

9894

7891
€893

T8IN

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 25

: VP1 capsid

e Molecule 1

25%

75%

9%€H

cveT
el

62ED

LTEL

Sgel

0Zer

TIEA

20ex
Toed

zecn

682N
88CA

582h
182¢d
9.LTH

T.2a

692K
1924
692N
TR

6720

L¥TK

(4448

o¥ed

SETY
vecL

62T

STTH

€120

602a

6%Y
PPl
ovvy
6EVA
SEVT

CEVA
TEVA

62vd
8TYN

STve

€Tyl

0ZYN
6TVH
8TV

9TV

90%X

L6€Y

S6EW

Teed

v8EY

18ed

LLEN
9.LEN

T.LEN
TLed
89€T
ZOEN
99€T

09€1

8G9€4d
LSEA

SSEV

€5ed

T5€d

6%€0

€%9d

SEON

€€9T

T€90
LTON

0T9L
6094

0090
6631

L1691
965d

€650
SLSV
¥PST
829N
[44:8)

605N

L0SD

§08d
Y0Sv
€0SA
96%1
6N
L8%L
8vh
€8%d
287N
187N

TLYD
TLYN

S9%d
6S¥A
9674
(415

0S¥X

T2LT
0CLL

8TLL
LTLT

PTLL

TTLL

+

LOLT
%0.LD

1690

S69N

T6IN

0694
689N

1,891
989X

VP1 capsid

%891
€891

6,94
8L9%

§.938
0L9M
S991
TN
€990

2¢S9I

e Molecule 1

23%

76%

Chain k

6%€0

Lved
9%EH

[472°91
eI

6zZ€d

LTEL

SgeL

0ozeT

TIEA

coex
Toed

(414

68CN
88CA

582h
9.LTH

T.2d

69CK

1924

6SCA
SScL

6%2h

LYTK

(4448

oved

SETH
vecL

62CA
8zey

122a

SCTH

602a

6SVA
95¥d
[4ci0]
6v7Y
SYIPN
15429
ovvY
6E7Q

SEYT

TEVA
TEVA

8TYN
€CVT
0Z¥N

6TVH
8TYH

9TV

9074

Legyd

T6ed

v8ev

LLEN
9LEN

vLEN
TLEd
89€T
L9€L
99€1

09€T

8Ged
LSEN

SSEV

€5ed

TSed

0L9M

S991L
799N

2991
€%9d

SEM

€€9T

€90
LTON

0T9L
6093

0090
66ST

L6SI
9650

€630
S8V
€951
¥¥91
8TSN
2TsT
60SN
L0Sd
€0SX
9671
vevM
L8%L
7870
€8¥d
T8YN
T8¥N

TLYD
TLON

S9%d

TCLT
0TLL

8TLL
LTL7T

YILL

TTLL

L0LI
v0LD
1690

S69N

689N

VP1 capsid

L89L
9894

e Molecule 1

7891
€893
289d

6,94
8.L9%

§.93

—
77%

23%

Chain |

€5ed

TSed

6%€0
9%EH

TveT
T¥e1

6zeb

LTEL

STel

ozer

TTEA

coexn
Toed

(414

682N
88CA

582h

9.LCH

T.L2d

69CA

1924

6SCA

§STL

6720

o¥ed

SETY
vecL

62T

STTH

€12h

[54]
TLVN

S9%d
6SVA
95vd
2S¥D

0S¥X
6774

SYYN
PPl
ovhy
6EVA
SEVT

CEVA
TEVA

8TYN
€TVT
0THN
6T¥H
215720
9TV
90%&
L68Y
Teed

v8ev

LLEN
9.LEN

TLEN
TLed
89€T
L9eL
99¢€T

85ed
LSEN

SGEV

S.94
0L9M
S991
TN
€990
2891
L%94
€%9d

SEON

€€9T

TE90
LTON
0T9L

0090
6651

L6SI
9650

€650
SLSY
€991
¥PS1
8T
(4488

605N

L0Sd

S0S8d
70Sv
€094

9671

w6

L8V1L

870
€8%d
28¥N
T8%N

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 26

23%

L1
0TLL

8TLL
LTL7T

|
76%

YILL

TTLL

L0LI
70D
1690

S69N

VP1 capsid

689N

9894

7891
€894
289d

6,94
8L9%

e Molecule 1
Chain m

TSed
0GEN
67€0

Ly€d
9%€H

{47258
T%€1

62eb

LTEL

Scel

0ZeT

TIEA

c0ex
T0€d

{4408

68CZN
88CA

s8zh

LL2D
9.LCH

T.2d

69C&

1924

69CA

SSCL

672h

0oved

SETH
veeL

6CCA

SCTH

€12d

6S¥A
9G6¥%4
(45

0S¥
677d

15449
ovvy
6EVQ
SEYT

ceva
TEVA

62¥d
8CTYN

SThY

€Y1

0Z¥N
6T¥H
8TV

9TTN

9074

L6849

T6€d

v8ev

18€d

LLEN
9LEN

vLEN

TLed

89€T
L9EL

6SGEN
8Ged
LSEA

M 10
0 W0 1
m M M
oA <

§.93
0L9M
S991
e
€990
2¢S9I
€%9d

LEIL

SE9N

€91
€90
LTON
07191

009d
6651

L6SI
9650

€650
SLSY
991
9ESY
8¢SA
{44y
€0SA
9671
v6vM
L8%L
78%h
£8¥%d
T8YN

187N

TLYD
TLYN

S9%d

TCLT
0TLL

8TLL
LTL7T

YILL

TTLL

60L0

L0LI

169b

VP1 capsid

S69N

0694
689N

9894

7891
€893

T8IN

e Molecule 1

6,94
8.9

24%

76%

Chain n

TSsed
0SEN
6%€0

Lved
9%EH

TheT
T¥e1

6zeb

LTEL

Sgel

ozer

TTEA

zoexn
Toed

(414

682N
88CA

582h

L.20
9.LCH

T.L2d

69CA

1924

6SCA

SSTL

6720

L¥TK

o¥ed

SETY
vecL

622N
8¢ey

Lz2a

6SVA
95vd
[4i0)

0S¥X
gt

SYYN
137428
ovvY
6E7a
SEVT

2EVA

B6SEN
85ed
LSEN

SSGEV

€9ed

0L9M

S991
TN

2891
L9794
€%9d

SEN

£€9T

TE90
LTON

0T9L
6094

0090
6651

L6SI
9650

€650
SLSY
€991
¥PS1
8T9N
[44:i88
S0Sd
Y0svy
€0SK
9671
vevM
L8%L
870
€8¥d
Z8¥N
T8%N

TLYd
TLON

S9%d

23%

TeL1
0TLL

8TLL
LTLT

YILL

76%

CTLI
TTLL
L0.LI
1690

S69N

VP1 capsid

~
@
©
=1

§L93

|
e Molecule 1

Chain o

£5€d

TSe€d

6%€0
9%€H

{47258
157408

6zeb

LTEL

Scel

0ZeT

TIEA

c0ex
T0oed

{41408

68CZN
88CA

s8zh

18¢d

9LCH

TLea

69CL

1924

6SCA

S8l

6vch

oved

SETH
veeL

62CA
8ccy

SCTH

602a

[54]
TLYN

S9%d
6SG¥A
9G6¥%4
[4ci0]

0SHMY
6774

15440
ovvY
6E7a
SEVT

2eEVa
TEVA

62vd
8CYN

€Y1
0ZHN
6TVH
8TVH
LT%4
9TTN
ST%S
90¥%A
L6€Y
T6€d
v8ev
18€d

LLEN
9LEN

vLEN
T.8d

89¢€1
L9€L

8Ged
LSEA

SGEV

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 27

0L9M
6994

S991
TN

2S9I

L%94

€%9d

LEOL

SEON

€€9T

190
LTON

0791
6094

009d
6651

L6SI
9650

€650
SLSY
¥PST
9ESV
8T
(44}
605N
L0Sb
€0SK
9671
vevM
L8¥%1
870
€8%d
28¥N

T8%N

T2LT
0TLL

8TLL
LTL7T

PILL

TTLL

60.L0

LOLT

1690

VP1 capsid

S69N

0694
689N

989&
€894

6,94
8L9%

S.94

e Molecule 1

24%

76%

Chain p

67€0

Lved
9%€H

{47259
157208

6zZed

LTEL

STEL

0zZeT

TTEA

coex
T0ed

(4340

68CN
88CA

s8zh

LL2D
9.LCH

T.20d

692K

1924

65CA
SSCL

6%2h

LYTK

o¥ved

SETH
veeL

6CCA

STTH

€12d

9G¥d

[4ci0]

0S¥
6774

SYPN
15449
ovvy
6EVQ
SeYT

ceva
TEVA

8CYN
SThY
€2V
0Z¥N
6TVH
8TVH
L1%4
OTPH
ST
90%&
L6€4
T6€d
v8ev

LLEN
9LEN

vLEN
TLEd
89€T
L9EL
99€T

85€d
LSEN

SGEV

£5€d

TSed
0SGEN

S991L
V99N
€990
2891
€%9d

SEM

€€97T

€90
LTON

0T9L
6093

0090
6651

L6ST
9650

£63b
SLSV
€651
¥ye1
8T
{443
60SN
L0Sd
€0SK
9671
v6vM
L8%L
7870
£€8%d
T8YN
187N

[54]
TLYN

S9%d

6SVA

T2L1
0CLL

8TLL
LTLT

PTLL

TTLL

1

L0LI
%0.LD

1690

S69N

3

689N

VP1 capsid

1891
9894

%891
€893
289d

6,94
8L9Y%

§.94

0L9M

e Molecule 1

24%

76%

Chain q

]
(472581
TPel

6zed

LCEL

SCEL

0ZeT

TTEA

{405}
T0€d

{41408

682N
88CA

s82h
18¢d

LL2D
9.LCTH

T.2d

692X

1924

6GCA
fis{ AN

6%2h

LYTA

(4448

o¥ved

SETH
veeL

6CCA

ST

€12d

602a

0S¥
677d

SYIN
TvvL
(44
6EVA
SEVT

2EYa
TEVA

8CTYN
€Y1
0Z¥N

6TVH
8TV

9TV

90%&

L6EY

S6EN

T6€d

¥8ey

LLEN
9.LEN

YLEN
TLEd
89€1
L9€L
99€1
09€1

85€d
LSEA

SSEY

£5ed

Tsed
0SEN
6%€0

Lved
9%€EH

S991L
V99N
€990
2¢S9I
€%9d

SEMN

€€9T

T€90
LTON

0T9L
6093

0090
6651

L6SI
9650

£63b
SS9V
¥y91
82SY
[44sit
€0SXk
9671
vevM
L8%L
icig]
€8%d
Z8YN

8N

[54]
TLYN

S9%d
6SVA
9G¥d

[4ci0)

T2L1
0CLL

8TLL
LTLT

PILL

TTLL

LOLI
%0.LD

1690

S69N

269N

0 0694

689N

VP1 capsid

9894

%891
€893
289d

6,94
8L9%

§.94

0LoM

e Molecule 1

24%

76%

Chain r

6%€0

Lved
9%EH

cveT
el

62Z€D

LTEL

SzelL

ozer

TIEA

coex
Toed

z6CTM

682N
88TA

S8zh

9.LCH

T.2d

69CA

1924

6SCA
(AN

6%2d

LYTK

(4448

o¥ed

SETH
vecL

622A
0 8zed
Praddl

ST

602a

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 28

6S¥A
9G¥%d
(415
6774
STPN
Tyl
ovvy
6£7a

SEVT

ceva
TEVA

8TYN

€TVT

0Z¥N
6T¥H

2S9I

L%94

€%9d

SEN

€€9T

TE90
LZON

0T9L
6093

0090
6651

L6ST
965a

£6Sh
SLSV
€651
%91
9e8Y
8T
[44cis
605N
L0Sd
€054
96%1
v6vM
L87L
bEid]
£87d
Z8YN
187N

[54]
TLYN

S9%d

LT
0TLL

8TLL
LTLT

PILL

TTLL

L0LI

70D

1690

S69N

689N

1891
989X

VP1 capsid

7891
€894

6,94
8L9%

S.94

0L9M

S991
TN

e Molecule 1

24%

76%

Chain s

TS€d
6%€0
9%EH

{47259
Tvel

6zed

LTEL

Sscel

0zeT

TTEA

20oex
T0ed

{4148

68CN
88CA

s8zh

18¢d

9.LCH

T.2d

69CA

1924

6SCA
SSTL
[i44)]
(444N
oved

SETH
veeL

62CA

0 8zzd
sTTH

602a

S9%d

6SVA

9G¥vd

[4ci0)

0S¥Y
677Y

15429
ovvY
6E7Q
SeYT

2eEVA
TEVA

62vd
8CTYN

€C¥1

0CZYN

6TVH

8TV

9TVH

90%&

L6€yd

T6€d

v8ev

18€d

LLEN
9LEN

VLEN

TLEd

89€T
L9EL

09€1
6GEN
85ed
LSEN

SGEV

€5€d

S991L
799N

2991

L%94

€%9d

LEIL

SEMN

€€91

€90
LTON

0791
6093

0090
66571

L6SI
9650

£63b
SS9V
¥¥91
9€8Y
8TSA
2csT
60SN
L0Sd
€0SK
9671
v6vM
L8Y%L
7870
€8¥d
T8YN
187N
TLYD

TLON

T2L1
0CTLL

8TLL
LILT

YILL

TTLL

60LQ

L0LI

1690

VP1 capsid

S69N

0694
689N

9894
€894

6,94
8194

§L93
0LoM
6993

e Molecule 1

25%

75%

Chain t

Lved
9%€H

[472°41
T9€I

62ZEd

LTEL

SCEL

0ZeT

TIEA

coex
Toed

[ 43140

682N
88TA

s8zh

L.20
9.LCH

T.2a

692X

1924

69CA
g9cL

6720

L¥TK

(449N

o¥ed

SETH
vecL

6CCA

220

SCTH

602a

0S¥
6774

TvvL
(744
6EVA
SEVT

CEVa
TEVA

8CHN

144

€Tv1

0Z¥N

6TVH
8TV

9TV

90%&

L6€Y

T6ed

98EL

v8ev

18ed
08€l

LLEN
9LEN

v.LEN
TLed
89€T
L9EL
99€T

09€T

89€e4d
LSEA

SSGEV

€5ed

T6ed
0GEN
6%€0

SEON

€91

€90
LTON

079l
6094

0090
6651

L6ST
9650

€650
285a
SLSV
199D
w991
8¢9
{44y}
605N
L0sb
€054
96%1
vevM
L8¥%1
78%h
€8%d
Z8YN
T8%N

TLYD
TLYN

S9%d
6SVA
9G¥%d

(45

T2l
0TLL

8TLL
LTLT

PILL

TTLL

L0LI
¥0.LD
1690
S69N

€698

0 0694

689N

1891
9894

7891
€893
289d

6,94
8193

§.938
0L9M

S991
TN

25891

€%9d

: VP1 capsid

e Molecule 1

24%

76%

Chain u

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 29

]
cveT
el

62ED

LTEL

SzeL

0Zer

TTEA

20ex
Toed

(4140

682N
88CA

582h
182¢d

LLT0
9.LCH

T.2a

692K

1924

652N
isTAR

6%2h

L¥TK

(4448

o¥ed

SETH
vecL

62T

STTH

€120

602a

0SPX
6%Y

PPl
ovPyY
6EVA
SEVT

CEVA
TEVA

8TYN
€yl
0THN

6TVH
8TV

9TV

90%&

L6€Y

Teed

98€X

eV

18ed

LLEN
9.LEN

TLEN
TLed
89€T
L9€L
99€T
09€T

89€d
LSEA

GSGEV

€5ed

TSsed
0SEN
6%€0

Lved
9%€EH

2891

€%9d

SEN

€€9T

T€90
LZTON

0T9L
6094

0090
6631

L6SI
965d

€650
SLSV
99T
8T9%
[44cii}
605N
205D
€0SA
9671
v6vM
L8¥1L
8vh
€8%d
287N

187N

TLYD
TLVN

S9%d
6S¥A
9Svd

(4175

TeLT
0TLL

8T.LL
LTLT

PILL

TTLL

L0LI
70.LD
1690
S69N

0694
689N

1891
989X

7891
€894
289d

6,94
8L9%

§L93
0L9M

G991
799N

: VP1 capsid

e Molecule 1

25%

75%

Chain v

Lved
9%€H

(472581
T9€1

62Z€Ed

LCEL

SCEL

0ZeT

TIEA

20eN
T0€4

[ 4340

68CN
88CA

582h
18¢d

LL2D
9.LCH

T.2a

692X

1924

69CA
SS2CL

6%2h

LYTK

0ved

SETH
vecL

6CCA

STTH

€720

602a

[4ci5]

0S¥
677d

1574729
(G744
6EVA
SEVT

2EVA
TEVA

8CTYN

STHY

€Cv1

0Z¥N

6TVH
8TV

9TV

90%&

LBEY

S6EW

T6€4d

v8ev

08€l
6.LES

LLEN
9LEN

vLEN

2¢S9I

€%9d

SE

€€9T

TE90
LTON

0T9L
6091

0090
6651

L6ST
9650

€650
S.LSV
991
8¢9y
{44y}

60SN

20sb

S0Sd
Yosy
€0SX
96%1
vevM
L8%1
8vd
£8%d
Z8YN
T8%N

[(54]
TLYN

S9%d
6GVA

9G¥%4

LOLT
%0LD
1690
S69N

€698
269N

0694

TN

: VP1 capsid

e Molecule 1

24%

76%

Chain w

Lved
9%EH

(472591
VeI

6zed

LTEL

SzeL

0Zer

TIEA

20eN
T0€d

{414

682N
88CA

582h
9.LTH

T.2d

69Tk
1924
6SCA
eis[AN

6%2h

LYTK

(4498

oved

SETH
vecL

62T

,22a

STTH

€12d

602a

9Svd
[4si0)

0S¥Y
677Y

157729
(iga s
6EVQ
SEVT

zeva
TEVA

8CYN
€CVT
0ZYN
6TVH
8TV
9TV
90%&
L6€Y

T6ed

98€A

v8ev

08eL
6.LES

LLEN
9LEN

vLEN
TLEd
89€T
L9EL
99€1

09€1

85ed
LSEN

TS€d

6%€0

]
0L9M
]
S991L
799N
]
2891
i
€%9d
]
SEM
[peor |
€€9T
[ear |
€90
|
LTON
]
0791
6093
]
0090
66ST
[ s6sa |
L6SI
9650
]
€630
]
28Sa
|
SS9V
]
799D
]
¥¥ST
i
8TSN
|
2csT
]
€0SX
|
9671
[ sera |
vevM
|
L8%L
|
7870
€8%d
T8YN
T8YN
|
[454]
TLVN
]
S9%d

6SVA

TCLT
0TLL

8TLL
LTL7T

VILL

TTLL

L0LT

v0LD

1690

S69N
|
0 0694

689N

VP1 capsid

L89L
9894
7891
€893
NMW&
6,94
8.9

§.L93

e Molecule 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 30

—
75%

]
(472591
Tvel

6zZEd

LTEL

SCeEL

0zer

24%
<>

TTEA

20oeN
T0€d

(41408

682N
88CA

S82h
18¢d

LLTD
9.LTH

T.2d

692K
1924
6GCA
eis[ AN

6%2h

LYTK

(4498

o¥ved

SETH
veeL

62T

<>

STTH

€12d

Chain x
|

602a

S991L
799N

25891

€%9d

SEM

€€9T

€90
LTON

0T9L
6098

0090
66ST

L6SI
9650

€630
S.LSV
YyeT
829N
{44
S0Sd
Y0Sv
€0SXk
9671
vevM
L8%L
8vh
€8%d
Z8YN
187N

[434]
TLYN

S9%d
6SVA
98vd

(410

T2L1
0CLL

8TLL
LTL7T

PTLL

TTLL

LOLI

¥0LD

1690

S69N

0694
689N

1891
9894

VP1 capsid

891
€891
289d

6,94
8.9

§.93

0L9M

e Molecule 1

24%

76%

Chain y

Lv€d
9%€H

{47259
VeI

6zed

LTEL

SzeL

0Zer

TTIEA

20exd
T0ed

(414,

68CN
88CA

582h
18¢d
9.LTH

T.2d

69CK

1924

65CA
SS6TL

6%2h

LYTK

o¥ved

SETH
veelL

62T

STTH

€12d

602a

[4sig]

0S¥Y
677d

1374729
044
6EVQ
SEVT

2EVA
TEVA

8CTYN

SThe

€CVT

0ZYN

6TVH
8TV

9TV

90%&

L6EY

S6EN

T6ed

98EA

v8ev

08eL

LLEN
9LEN

vLEN

TLEd

89€T
L9EL

8G€d
LSEA

SSEV

€5ed

TS€d

6%€0

S991
V99N

25891

€%9d

SEMN

€€9T

€90
LTON

0T9L
6098

0090
66ST

L6SI
9650

€630
S.LSV
¥yeT
829N
2es1
60SN
2050
€0SA
9671
vevM
18%L
7870
£8%d
T8YN

87N

[54]
TLVN

S9%d
6SVA

95vd

TCLT
0TLL

8TLL
LTL7T

YTLL

CTLI
TTLL

LOLI
Y0.LD

1690

S69N

C69N

0694
689N

1891
9894

VP1 capsid

891
€894
289d

6,94
8.L9%

§.93

0L9M

e Molecule 1

24%

76%

Chain z

TheT
el

6zed

LTEL

sgel

ozer

TTEA

coex
Toed

(45148

68CN
88TA

58zh

T82d

112D
9.LCH

TL2a

69CA

1924

6SCA
S§STL
6%2h
o¥ed

SETH
el

62CA

0 Etaa’s
STTH

602a

S9%d

6SVA

9Svd

2SvD

0S¥y
6774

137428
ovvY
6E7a
SEPT

cEVA
TEVA

62vd
8TYN

€TVT

0ZYN

6TVH

8THN

1577

90%A

L6€4d

T6ed

v8ev

T8€ed

LLEN
9.LEN

vLEN

TLed

89€T
L9€L

B6SEN
85ed
LSEN

GSEV

€5€d

0L9M
6993

S991
TN

28991

€%9d

EoS

SE9N

€€9T

TE90
LTON

0T9L
6093

0090
6691

L6SI
9650

€650
SLSY
¥991
9€SY
8TSN
[44:i88
60SN
L0Sd
€0SK
96%1
vevM
1871
87
€8%d
Z8¥N
T8¥N

TLvd
TLON

T2LT
0TLL

8TLL
LTLT

PTLL

TTLL

60.0

LOLI

1690

S69N

0694
689N

989&

€893

6,94
8L9%

S.94

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 31

: VP1 capsid

e Molecule 1

25%

74%

Chain 1

]
(472581
TPel

6zZed

LCEL

SCeL

0ZeT

TIEA

20eN
To€d

[ 4340

68CN
88CA

s82h
18¢d

LL2D
9.LCH

T.2a

692X
1924
6GCA
fis{ AN

6%2h

LYTA

(4498

0oved

SETH
vecL

144

STTH

€12d

602a

0S¥
677d

SYIN
154729
(G444
6EVA
SEVT

2EVA
TEVA

8CTYN
€Y1
0Z¥N

6TVH
8TV

9TV

90%&

L6EY

S6EN

T6€d

v8ev

LLEN
9.LEN

YLEN
TLEd
89€1
L9EL
99€1
09€1

89ed
LSEA

SSEY

£5ed

TSed
0SEN
67€0

Lved
9%€H

SEN

€91

€90
LTON

019l
6091

0090
66GT

L6ST
9650

€650
SLSV
€651
991
8¢Sy
{44y}
60SN
20Sb
S08d
Yosy
€0SX
96%1
vevM
L8%1
787b
€8¥%d
Z8YN
T8¥N

[(54]
TLYN

S9%d
6SVA
9G6¥%d

[4ci0]

T2LT
0CLL

8TLL
LTLT

PTLL

TTLL

LOLI
¥0.LD
1690
S69N

£69S
269N

0 0694

689N
9894
7891
€893
289d
T8IN

6.94
8L9%

§S.,939
0L9M
S991
TN
€990
2S9I

€%9d

: VP1 capsid

e Molecule 1

—
77%

23%

Chain 2

TSe€d

6%€0

Lved
9%EH

[472°91
el

6zed

LTEL

scel

0zZeT

TTEA

coex
T0ed

z6Th

682N
88CA

s8zh

9LCH

T.2d

69CK

1924

6SCA
SSTL

6%2h

LYTK
oved

SETH
vecL

62CA

0 8zed

122a
SCTH

602a

6SVA
95¥d
[4ci0)

0S¥Y
677Y

STIN
15228
ovvY
6E7Q
SEYT

2EVA
TEVA

8CTYN
SThY
€2¥T
0ZYN
6TVH
8TYH
15770
90%A
L6g4
T6€d
78ey
T8€d

LLEN
9LEN

VLEN
TLed

89€1
L9EL

85ed
LSEN

SSEY

€5€d

S991L
799N
2¢S9I
€%9d

SEM

€€9T

€90
LTON

0T9L
6093

0090
66ST

L6SI
9650

€630
28Sa
S8V
199D
€981
¥9ST
9€SY
8TSN
2esT
€0SX
9671
vevM
L8%L
iCid)
£€8¥d
T8YN
87N

TLYD
TLON

S9%d

T2l
0CTLL

8TLL
LTL7T

YILL

TTLL

L0LI

1690

S69N

689N

VP1 capsid

L89L
9894

e Molecule 1

7891
€893

6,94
8L9%

§.93

0L9M

25%

75%

Chain 3

TveT
Tvel

6zeb

LTEL

Sgel

ozer

TTEA

zoexn
Toed

26TM
062N
682N
88CA
582h

1120
9.LCH

T.L2d

69CA

1924

6SCA
§STL
6720
(4448
o¥ed

SETY
vecL

622N

0 8zTd

prades

6SVA

95vd

TSP

0S¥X
gt

SYYN
137428
ovvY
6EVA
SEVT

cEVA
TEVA

8TYN

SThY

€TVT

0ZYN

6TVH

8T

9T¥W

90%A

L6€4

T6ed

v8ev

LLEN
9.LEN

vLEN

TLEd

89€T
L9€L
99€1

09€T
B6SEN
85ed
LSEN

SGEV

€5€d

2891

€%9d

SEN

EE9T

T€9D
LTON

0T9L
6093

0090
6651

L6SI
965d

€650
28Sa
SLSV
799D
€991
7991
8¢9y
[44ci8s
605N
L0Sb
€0SK
96%1
vevM
L8%L
87
€8¥%d
Z8YN
T8%N

TLYd
TLVN

S9%d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 32

TCLT
0TLL

8TLL
LTLT

TTLL

CTLI
TTLL

+

L0LI

1690

S69N

689N

1891

: VP1 capsid

e Molecule 1

24%

76%

Chain 4

TS€d

6%€0
9%€H

(472581
T%€1

62eb

LTEL

SCeL

0ZeT

TIEA

coex
T0€d

(4408

68CZN
88CA

s8zh

9.LCH

T.2d

692K

1924

69CA
SSCL
6%2h
(4498
0oved

SETH
veeL

6CCA

SCTH

€12d

9G¥%d

[4ci0]

0S¥
677d

TvoL
(G444
6EVA
SEVT

zeva
TEVA

627d
8TYN

SThY

~ © D ONWOO®O ®
oMo~ <« - - QA
2 N ST S s E
> 0n == m= —

T6€d

v8ev

18€d

LLEN
9LEN

vLEN
TLEd
89€T
L9EL
99€T

09€T

8Ged
LSEA

SGEV

£G€4

2S9I

L%94

€%9d

LEIL

SEN

€€97T

T€90
LTON
0T9L

0090
6651

L6ST
9650

€650
SLSV
%91
9e8Y
829N
2Ts1
60SN
20sb
€0SX
96%1
vevM
L8%L
8vd
£8%d
Z8YN
T8¥N

[(54]
TLYN

S9%d

6G¥A

: VP1 capsid

e Molecule 1

24%

76%

Chain 5

9%EH

cveT
el

62ED

LTEL

Sgel

0Zer

TIEA

20ex
Toed

zecn

682N
88CA

582h
182¢d

L.20
9.CH

T.2d

692K

1924

639CA
eis{AN

6%2h

L¥TK

(4448

o¥ed

SETY

(144

STTH

€120

602a

[4sicl

0S¥X
6%d

PPl
(U s
B6EVA
SEVT

ceva
TEVA

62%d

09€T

8G9€4d
LSEA

SSey

€5ed

TS8ed
0SEN
6%€0

Lved

S991
TN
25891
€%9d

SEN

EEaH

TE90
129N

0T9L
6093

0090
6651

L6SI
965a

€650
SLSV
7991
8239y
[44:u¢
605N
205D
€0SK
9671
vevM
L8%L
87
€8¥%d
287N

187N

TLYD
TLVN

S9%d
6S¥A

95vd

TCLT
0CLL

8TLL
LTLT

PTLL

TTLL

LOLI

%0.LD

1690

S69N

0694
689N

9894

7891
€893

8L9%

S.94

0L9M

: VP1 capsid

e Molecule 1

24%

-
75%

Chain 6

3

Lv€d
9%EH

[472°91
TPvEL

6zZ€ed

LTEL

SzeL

0zer

TIEA

20eN
T0ed

{414

68CN
88CA

582h

L.L2D
9.LTH

T.2d

69Tk

1924

6SCA
T AN

6%2h

LYTK

(4448

oved

SETH
vecL

62CA
8zey

122a

SCTH

[4sig]

0S¥Y
677Y

SYPN

Yol
(iga s

LLEN
9LEN

vLEN
TLEd
89€T
OES
99€T

09€T

8G€d
LSEA

SSEV

€5ed

TSed
0SEN
6%€0

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-21656, 6WFT

Full wwPDB EM Validation Report

Page 33

S991
TN

2891

€%9d

SEN

€€9T

T€9D
LTON

0T9L
60938

0090
6651

L6SI
965d

€650
SLSV
€451
%91
839y
2es
S0Sd
oSy
€0SA
96%1
vevM
L8¥%L
8vb
£8%d
287N
187N

TLYD
TLYN

S9%d
6S¥A

9G¥%d

TTLT
0CLL

8TLL
AN

PILL

TTLL

L0LI
704D

1690

SG69N

689N

1891
9894

VP1 capsid

7891
€894
289d

6.94
8L9%

S,94

0L9M

e Molecule 1

23%

76%

Chain 7

6%€0

PAZKS
9%€H

{47259
TPel

6zZ€ed

LTEL

STEL

0zZeT

TTEA

coex
T0€d

(4340

68CZN
88CA

s8zh

18¢d

LL2D
9LCH

T.2d

69CA

1924

6SCA
SSCL
[i44)]
(444N
o¥ved

SETH
veeL

62CA

0 8zzy

STTH

6SVA

9G¥d

[4ci0]

0S¥
6774

Tvol
ovvy
6EVQ
SeYT

ceva
TEVA

62vd
8CTYN

€TV

0Z¥N

6TVH

8TV

9T¥H

90%A

Leeyd

T6€d

v8evy

18€d

LLEN
9LEN

vLEN

TLEd

89€T1
L9EL

N~ OO O
0 0 o oM
M mmm
k= A

SGEV
vsed
£5€d

TSed
0SEN

0LoM

S991L
V99N

2¢S9I

€%9d

SEM

€€97T

T€90
LTON

0T9L
6093

0090
6651

L6SI
9650

£63b
.8V
¥ye1
9€8Y
8T
{44
60SN
L0Sd
€0SK
9671
v6vM
L8%L
7870
£8%d
Z8YN
187N

[454]
TLYN

S9%d

T2L1
0CLL

8TLL
LTLT

PILL

TTLL

LOLI

1690

VP1 capsid

S69N

0694
689N

989K

€894

6,94
8L9%

S.94

e Molecule 1

—
77%

23%

Chain 8

TveT
el

6zed

LTEL

scel

0ozer

TIEA

zoex
Toed

(4148

68CN
88CA

S8zh

L1120
9.LCH

T.2d

69CA

1924

6SCA
SSTL
6%2h
o¥ed

SETH
vecL

62T

STTH

€12h

65V

95vd

[4ci0)

0S¥X
6v7Y

SHIN
15428
ovvY
6E7Q
SEYT

[457¢8
TEVA

8TYN

SThY

€2¥T

0Z¥N

6TVH

8THI

9T¥I

90%&

L6€4

T6€ed

78ev

T8€d

LLEN
9LEN

VLEN
TLed
89€1
L9EL
99€1

85ed
LSEN

GSEV

€5€d

§L93

0L9M

G991
799N

2¢S91

L1994

€%9d

SE9N

€€91

€90
LTON
0T9L

0090
6651

L6SI
9650

€650
.89V
€981
¥9ST
8TSN
2zsT
€0SX
9671
439708
L8%L
iG]
£€8%d
T8YN

87N

[54]
TLVN

S9%d

1L
0CTLL

8TLL
LTL7T

YILL

TTLL

L0LI
70.LD

2690

S69N

0 o - aNm © [}
IR 00 00 0 00 0000 o 0
© © © © © © © ©
XEEZamAHE> =

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 34

Full wwPDB EM Validation Report

EMD-21656, 6WFT

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 4661 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 75 Depositor
Minimum defocus (nm) Not provided
Maximum defocus (nm) Not provided
Magnification Not provided
Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 13.258 Depositor
Minimum map value -7.952 Depositor
Average map value -0.000 Depositor
Map value standard deviation 1.000 Depositor
Recommended contour level 2 Depositor
Map size (A) 425.6, 425.6, 425.6 wwPDB
Map dimensions 400, 400, 400 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.064, 1.064, 1.064 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:

D5M

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 | 417) >5 | RMSZ 47| >5
1 1 0.43 0/4242 0.56 0/5789
1 2 0.42 0/4242 0.54 0/5789
1 3 0.42 0/4242 0.56 0/5789
1 4 0.42 0/4242 0.58 4/5789 (0.1%)
1 5 0.44 0/4242 0.56 0/5789
1 6 0.43 0/4242 0.55 0/5789
1 7 0.39 0/4242 0.54 0/5789
1 8 0.41 0/4242 0.57 2/5789 (0.0%)
1 A 0.40 0/4242 0.56 2/5789 (0.0%)
1 B 0.40 0/4242 0.54 0/5789
1 C 0.40 0/4242 0.54 0/5789
1 D 0.41 0/4242 0.56 2/5789 (0.0%)
1 E 0.40 0/4242 0.57 4/5789 (0.1%)
1 F 0.40 0/4242 0.56 2/5789 (0.0%)
1 G 0.40 0/4242 0.57 4/5789 (0.1%)
1 H 0.41 0/4242 0.54 2/5789 (0.0%)
1 I 0.39 0/4242 0.57 4/5789 (0.1%)
1 J 0.41 0/4242 0.58 2/5789 (0.0%)
1 K 0.41 0/4242 0.53 0/5789
1 L 0.40 0/4242 0.57 4/5789 (0.1%)
1 M 0.42 0/4242 0.55 2/5789 (0.0%)
1 N 0.39 0/4242 0.59 4/5789 (0.1%)
1 O 0.39 0/4242 0.53 0/5789
1 P 041 | 0/4242 | 0.54 | 2/5789 (0.0%)
1 Q 0.39 0/4242 0.57 2/5789 (0.0%)
1 R 0.40 0/4242 0.54 0/5789
1 S 0.41 0/4242 0.58 2/5789 (0.0%)
1 T 0.41 0/4242 0.53 0/5789
1 U 0.40 0/4242 0.57 4/5789 (0.1%)
1 \Y% 0.40 0/4242 0.54 0/5789
1 W 0.41 0/4242 0.56 2/5789 (0.0%)
1 X 0.42 0/4242 0.55 2/5789 (0.0%)

WO RLDWIDE

(2)
v
E
&
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. Bond lengths Bond angles
Mol | Chain | pyia7 17 55 | RMSZ 4| Z| >5
0.39 0/4242 0.59 4/5789 (0.1%)
0.39 0/4242 0.53 0/5789

042 | 0/4242 | 0.56 | 2/5789 (0.0%)
040 | 0/4242 | 0.58 | 4/5789 (0.1%)
039 | 0/4242 | 0.53 0/5789

042 | 0/4242 | 0.56 | 2/5789 (0.0%)
040 | 0/4242 | 059 | 2/5789 (0.0%)
030 | 0/4242 | 0.53 0/5789

043 | 0/4242 | 0.57 | 2/5789 (0.0%)
043 | 0/4242 | 0.57 | 4/5789 (0.1%)

039 | 0/4242 | 0.54 0/5789
044 | 0/4242 | 0.56 0/5789
043 | 0/4242 | 0.56 0/5789

041 | 0/4242 | 0.57 | 2/5789 (0.0%)
042 | 0/4242 | 0.58 | 4/5789 (0.1%)
042 | 0/4242 | 0.56 0/5789

043 | 0/4242 | 0.57 | 4/5789 (0.1%)
043 | 0/4242 | 0.57 | 2/5789 (0.0%)

Nid|®|2|<|e||vim|la|T|o|B|B|l—|=|l—|—|lm|mlo| oo | N~

= === =] == =] === =] =] =] =] =] = = =] =] == =] =] = = =] =

0.43 0/4242 0.56 0/5789
0.42 0/4242 0.54 0/5789
0.41 0/4242 0.54 0/5789
0.43 0/4242 0.55 0/5789
0.41 0/4242 0.55 0/5789
0.44 0/4242 0.56 0/5789
0.43 0/4242 0.55 0/5789
0.41 0/4242 0.55 0/5789
0.44 0/4242 0.56 0/5789
0.41 0/4242 0.54 0/5789

All

=

0.41 | 0/254520 | 0.56 | 84/347340 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
0 2

[SY QNIIY YUY WY Uy u—
< | S| |®» Q|
[en) Nen) Nen) Nen)l Nan)
NI DN DD

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 w 0 2
1 X 0 2
1 y 0 2
1 z 0 2
All All 0 20

There are no bond length outliers.

All (84) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 J 709 ASP | CA-C-N | -8.99 108.05 122.53
1 J 709 ASP | C-N-CA | -8.99 108.05 122.53
1 S 709 ASP | CA-C-N | -8.96 108.11 122.53
1 S 709 ASP | C-N-CA | -8.96 108.11 122.53
1 D 709 ASP | CA-C-N | -8.26 109.23 122.53
1 D 709 ASP | C-N-CA | -8.26 109.23 122.53
1 W 709 ASP | CA-C-N | -8.26 109.23 122.53
1 W 709 ASP | C-N-CA | -8.26 109.23 122.53
1 4 709 ASP | CA-C-N | -7.97 109.69 122.53
1 4 709 ASP | C-N-CA | -7.97 109.69 122.53
1 m 709 ASP | CA-C-N | -7.97 109.70 122.53
1 m 709 ASP | C-N-CA | -7.97 109.70 122.53
1 I 227 ASP | CA-C-N | -7.64 106.99 121.66
1 I 227 ASP | C-N-CA | -7.64 106.99 121.66
1 Q 227 ASP | CA-C-N | -7.58 107.11 121.66
1 Q 227 ASP | C-N-CA |-7.58 107.11 121.66
1 F 227 ASP | CA-C-N | -7.46 108.31 121.29
1 F 227 ASP | C-N-CA | -7.46 108.31 121.29
1 A 227 ASP | CA-C-N | -7.42 108.37 121.29
1 A 227 ASP | C-N-CA | -7.42 108.37 121.29
1 b 709 ASP | CA-C-N | -7.32 109.97 123.01
1 b 709 ASP | C-N-CA | -7.32 109.97 123.01
1 a 709 ASP | CA-C-N |-7.23 110.79 122.36
1 a 709 ASP | C-N-CA |-7.23 110.79 122.36
1 d 709 ASP | CA-C-N | -7.23 110.79 122.36
1 d 709 ASP | C-N-CA |-7.23 110.79 122.36
1 e 709 ASP | CA-C-N | -7.21 110.17 123.01
1 e 709 ASP | C-N-CA | -7.21 110.17 123.01
1 N 227 ASP | CA-C-N | -6.92 108.06 121.06
1 N 227 ASP | C-N-CA | -6.92 108.06 121.06
1 Y 227 ASP | CA-C-N | -6.92 108.06 121.06
1 Y 227 ASP | C-N-CA | -6.92 108.06 121.06

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 B 227 ASP | CA-C-N | -6.91 108.07 121.06
1 E 227 ASP | C-N-CA | -6.91 108.07 121.06
1 G 227 ASP CA-C-N | -6.88 108.14 121.06
1 G 227 ASP | C-N-CA | -6.88 108.14 121.06
1 E 709 ASP | CA-C-N | -6.85 111.11 122.21
1 E 709 ASP C-N-CA | -6.85 111.11 122.21
1 G 709 ASP CA-C-N | -6.83 111.14 122.21
1 G 709 ASP C-N-CA | -6.83 111.14 122.21
1 h 709 ASP CA-C-N | -6.50 112.06 122.53
1 h 709 ASP C-N-CA | -6.50 112.06 122.53
1 0 709 ASP | CA-C-N | -6.50 112.06 122.53
1 0 709 ASP | C-N-CA | -6.50 112.06 122.53
1 L 227 ASP CA-C-N | -6.07 108.46 121.45
1 L 227 ASP C-N-CA | -6.07 108.46 121.45
1 U 227 ASP CA-C-N | -6.07 108.46 121.45
1 U 227 ASP C-N-CA | -6.07 108.46 121.45
1 4 710[A] | ARG | N-CA-C | 5.62 116.78 108.86
1 4 710[B] | ARG | N-CA-C | 5.62 116.78 108.86
1 m 710[A] | ARG | N-CA-C | 5.59 116.74 108.86
1 m 710(B] | ARG | N-CA-C | 5.59 116.74 108.86
1 P 227 ASP CA-C-N | -5.56 110.60 121.06
1 P 227 ASP C-N-CA | -5.56 110.60 121.06
1 H 227 ASP CA-C-N | -5.54 110.64 121.06
1 H 227 ASP | C-N-CA | -5.54 110.64 121.06
1 X 227 ASP | CA-C-N | -5.50 110.71 121.06
1 X 227 ASP C-N-CA | -5.50 110.71 121.06
1 M 227 ASP CA-C-N | -5.49 110.74 121.06
1 M 227 ASP C-N-CA | -5.49 110.74 121.06
1 g | 710[A] | ARG | CB-CAC | -5.39 99.67 109.38
1 g | 710[B] | ARG | CB-CA-C | -5.39 99.67 109.38
1 p 710[A] | ARG | CB-CA-C | -5.39 99.67 109.38
1 p 710[B] | ARG | CB-CA-C | -5.39 99.67 109.38
1 1 710[A] | ARG | CB-CA-C | -5.12 99.25 109.33
1 1 710[B] | ARG | CB-CA-C | -5.12 99.25 109.33
1 8 710[A] | ARG | CB-CA-C | -5.12 99.25 109.33
1 8 710[B] | ARG | CB-CA-C | -5.12 99.25 109.33
1 o | 710[A] | ARG | N-CA-C | 5.04 115.97 108.86
1 0 710[B] | ARG | N-CA-C | 5.04 115.97 108.86
1 N 689 ASN | CA-C-N | 5.03 131.21 122.56
1 N 689 ASN | C-N-CA | 5.03 131.21 122.56
1 Y 689 ASN | CA-C-N | 5.03 131.21 122.56
1 Y 689 ASN | C-N-CA | 5.03 131.21 122.56

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 h 710[A] | ARG | N-CA-C | 5.03 115.95 108.86
1 h 710[B] | ARG | N-CA-C | 5.03 115.95 108.86
1 L 689 ASN | CA-C-N | 5.02 131.98 121.94
1 L 689 ASN | C-N-CA | 5.02 131.98 121.94
1 U 689 ASN | CA-C-N | 5.02 131.98 121.94
1 U 689 ASN | C-N-CA | 5.02 131.98 121.94
1 b 710[A] | ARG | CB-CA-C | -5.02 100.57 111.11
1 b | 710[B] | ARG | CB-CAC | -5.02 100.57 11111
1 I 689 ASN | CA-C-N | 5.01 131.95 121.94
1 I 689 ASN | C-N-CA | 5.01 131.95 121.94

There are no chirality outliers.

All (20) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 1 710[A] | ARG | Peptide
1 1 710[B] | ARG | Peptide
1 q 710[A] | ARG | Peptide
1 q 710[B] | ARG | Peptide
1 S 710[A] | ARG | Peptide
1 S 710[B] | ARG | Peptide
1 t 710[A] | ARG | Peptide
1 t 710[B] | ARG | Peptide
1 u 710[A] | ARG | Peptide
1 u 710|B| | ARG | Peptide
1 4 710[A] | ARG | Peptide
1 v 710[B] | ARG | Peptide
1 W 710[A] | ARG | Peptide
1 W 710[B] | ARG | Peptide
1 X 710[A] | ARG | Peptide
1 X 710[B] | ARG | Peptide
1 y 710[A] | ARG | Peptide
1 y 710[B] | ARG | Peptide
1 z 710[A] | ARG | Peptide
1 z 710[B] | ARG | Peptide

5.2 Too-close contacts (i)

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


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

Page 40

Full wwPDB EM Validation Report

EMD-21656, 6WFT

the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1 4097 0 3876 115 0
1 2 4097 0 3876 103 0
1 3 4097 0 3876 105 0
1 4 4097 0 3876 98 0
1 d 4097 0 3876 105 0
1 6 4097 0 3876 104 0
1 7 4097 0 3876 105 0
1 8 4097 0 3876 99 0
1 A 4097 0 3876 96 0
1 B 4097 0 3876 100 0
1 C 4097 0 3876 102 0
1 D 4097 0 3876 98 0
1 E 4097 0 3876 93 0
1 F 4097 0 3876 94 0
1 G 4097 0 3876 97 0
1 H 4097 0 3876 98 0
1 I 4097 0 3876 96 0
1 J 4097 0 3876 95 0
1 K 4097 0 3876 101 0
1 L 4097 0 3876 98 0
1 M 4097 0 3876 103 0
1 N 4097 0 3876 94 0
1 O 4097 0 3876 97 0
1 P 4097 0 3876 98 0
1 Q 4097 0 3876 96 0
1 R 4097 0 3876 98 0
1 S 4097 0 3876 98 0
1 T 4097 0 3876 106 0
1 U 4097 0 3876 98 0
1 \% 4097 0 3876 104 0
1 W 4097 0 3876 100 0
1 X 4097 0 3876 99 0
1 Y 4097 0 3876 98 0
1 Z 4097 0 3876 103 0
1 a 4097 0 3876 112 0
1 b 4097 0 3876 102 0
1 c 4097 0 3876 101 0
1 d 4097 0 3876 103 0
1 e 4097 0 3876 97 0
1 f 4097 0 3876 104 0
1 g 4097 0 3876 103 0
1 h 4097 0 3876 110 0

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1 4097 0 3876 107 0
1 ] 4097 0 3876 113 0
1 k 4097 0 3876 102 0
1 1 4097 0 3876 98 0
1 m 4097 0 3876 101 0
1 n 4097 0 3876 101 0
1 0 4097 0 3876 105 0
1 p 4097 0 3876 106 0
1 q 4097 0 3876 111 0
1 r 4097 0 3876 107 0
1 s 4097 0 3876 111 0
1 t 4097 0 3876 113 0
1 u 4097 0 3876 111 0
1 4 4097 0 3876 115 0
1 w 4097 0 3876 107 0
1 X 4097 0 3876 115 0
1 y 4097 0 3876 111 0
1 v/ 4097 0 3876 110 0
2 1 21 0 12 0 0
2 2 21 0 12 0 0
2 3 21 0 12 0 0
2 4 21 0 12 0 0
2 5) 21 0 12 0 0
2 6 21 0 12 0 0
2 7 21 0 12 0 0
2 8 21 0 12 0 0
2 A 21 0 12 0 0
2 B 21 0 12 0 0
2 C 21 0 12 0 0
2 D 21 0 12 0 0
2 E 21 0 12 0 0
2 F 21 0 12 0 0
2 G 21 0 12 0 0
2 H 21 0 12 0 0
2 I 21 0 12 0 0
2 J 21 0 12 0 0
2 K 21 0 12 0 0
2 L 21 0 12 0 0
2 M 21 0 12 0 0
2 N 21 0 12 0 0
2 O 21 0 12 0 0
2 P 21 0 12 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
P Q o1 0 2 0 0
2 R 21 0 12 0 0
2 S 21 0 12 0 0
2 T 21 0 12 0 0
2 U 21 0 12 0 0
2 A% 21 0 12 0 0
2 W 21 0 12 0 0
2 X 21 0 12 0 0
2 Y 21 0 12 0 0
2 Z 21 0 12 0 0
2 a 21 0 12 0 0
2 b 21 0 12 0 0
2 c 21 0 12 0 0
2 d 21 0 12 0 0
2 e 21 0 12 0 0
2 f 21 0 12 0 0
) g 21 0 12 0 0
2 h 21 0 12 0 0
2 i 21 0 12 0 0
P ] o1 0 2 0 0
2 k 21 0 12 0 0
2 1 21 0 12 0 0
2 m 21 0 12 0 0
2 n 21 0 12 0 0
2 0 21 0 12 0 0
P D o1 0 2 0 0
P q o1 0 2 0 0
2 r 21 0 12 0 0
2 S 21 0 12 0 0
2 t 21 0 12 0 0
2 u 21 0 12 0 0
2 % 21 0 12 0 0
2 w 21 0 12 0 0
2 b 21 0 12 0 0
P v o1 0 2 0 0
2 V/ 21 0 12 0 0

All All 247080 0 233280 5004 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 10.

All (5004) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:t:687:THR:O 1:t:710[A]:ARG:NH1 1.99 0.95
1:w:687:THR:O 1:w:710[A]:ARG:NH1 1.99 0.94
1:k:687:THR:O 1:k:710[A]:ARG:NH1 2.02 0.93
1:6:687:THR:O 1:6:710[A]:ARG:NH1 2.02 0.93
1:2:687:THR:O 1:2:710[A]:ARG:NH1 2.06 0.89
1:1:687:THR:O 1:r:710[A]:ARG:NH1 2.06 0.88
1:K:367:THR:HG21 1:K:384:ALA:H 1.47 0.80
1:1L:367: THR:HG21 1:1:384:ALA:H 1.47 0.80
1:1:367: THR:HG21 1:1:384:ALA:H 1.47 0.80
1:4:367:- THR:HG21 1:4:384:ALA:H 1.47 0.80
1:7:367:- THR:HG21 1:7:384:ALA:H 1.47 0.80
1:0:367:THR:HG21 1:0:384:ALA:H 1.47 0.80
1:Y:367:- THR:HG21 1:Y:384:ALA:H 1.47 0.80
1:2:367:THR:HG21 1:2:384:ALA:H 1.47 0.80
1:B:367: THR:HG21 1:B:384:ALA:H 1.47 0.80
1:1:367:THR:HG21 1:1:384:ALA:H 1.47 0.80
1:V:367:- THR:HG21 1:V:384:ALA:H 1.47 0.80
1:W:367:-THR:HG21 1:W:384:ALA:H 1.47 0.80
1:p:367: THR:HG21 1:p:384:ALA:H 1.47 0.80
1:u:367: THR:HG21 1:u:384:ALA:H 1.47 0.80
1:1:367: THR:HG21 1:1:384:ALA:H 1.47 0.80
1:¢:367: THR:HG21 1:¢:384:ALA:H 1.47 0.79
1:6:367: THR:HG21 1:6:384:ALA:H 1.47 0.79
1:a:367: THR:HG21 1:a:384:ALA:H 1.47 0.79
1l:e:367: THR:HG21 1:e:384:ALA:H 1.47 0.79
1:1:367: THR:HG21 1:1:384:ALA:H 1.47 0.79
1:3:367: THR:HG21 1:3:384:ALA:H 1.47 0.79
1:N:367: THR:HG21 1:N:384:ALA:H 1.47 0.79
1:D:325:THR:O 1:D:397:ARG:NH1 2.16 0.79
1:E:325:THR:O 1:E:397:ARG:NH1 2.16 0.79
1:E:367: THR:HG21 1:E:384:ALA:H 1.47 0.79
1:v:325:THR:O 1:v:397:ARG:NH1 2.16 0.79
1:A:325:THR:O 1:A:397:ARG:NH1 2.16 0.79
1:J:325:THR:O 1:J:397:ARG:NH1 2.16 0.79
1:T:367: THR:HG21 1:T:384:ALA:H 1.47 0.79
1:V:325:THR:O 1:V:397:ARG:NH1 2.16 0.79
1:k:325:THR:O 1:k:397:ARG:NH1 2.16 0.79
1:1:325: THR:O 1:1:397:ARG:NH1 2.16 0.79
1:w:325:THR:O 1:w:397:ARG:NH1 2.16 0.79
1:2:325:THR:O 1:2:397:ARG:NH1 2.16 0.79
1:8:367: THR:HG21 1:8:384:ALA:H 1.47 0.79
1:N:325:THR:O 1:N:397:ARG:NH1 2.16 0.79

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:0:325:THR:O 1:0:397:ARG:NH1 2.16 0.79
1:S:367:THR:HG21 1:S:384:ALA:H 1.47 0.79
1:U:325:THR:O 1:U:397:ARG:NH1 2.16 0.79
1:7:367:THR:HG21 1:7:384:ALA:H 1.47 0.79
1:1:325: THR.:O 1:1:397:ARG:NH1 2.16 0.79
1:p:325:THR:O 1:p:397:ARG:NH1 2.16 0.79
1:5:325:THR:O 1:8:397:ARG:NH1 2.16 0.79
1:y:367:THR:HG21 1:y:384:ALA:H 1.47 0.79
1:5:325:THR:O 1:5:397:ARG:NH1 2.16 0.79
1:H:325:THR:O 1:H:397:ARG:NH1 2.16 0.79
1:X:325:THR:O 1:X:397:ARG:NH1 2.16 0.79
1:b:325:THR:O 1:b:397:ARG:NH1 2.16 0.79
1:£:325:THR:O 1:£:397:ARG:NH1 2.16 0.79
1:0:325:THR:O 1:0:397:ARG:NH1 2.16 0.79
1:v:684:ILE:HG23 1:y:690|B|]:PHE:CZ 2.18 0.79
1:w:367: THR:HG21 1:w:384:ALA:H 1.47 0.79
1:2:367: THR:HG21 1:2:384:ALA:H 1.47 0.79
1:1:325: THR.:O 1:1:397:ARG:NH1 2.16 0.79
1:h:367:-THR:HG21 1:h:384:ALA:H 1.47 0.79
1:k:367: THR:HG21 1:k:384:ALA:H 1.47 0.79
1:m:367: THR:HG21 1:m:384:ALA:H 1.47 0.79
1:1:367: THR:HG21 1:r:384:ALA:H 1.47 0.79
1:C:325:THR:O 1:C:397:ARG:NH1 2.16 0.79
1:D:367: THR:HG21 1:D:384:ALA:H 1.47 0.79
1:J:367:- THR:HG21 1:J:384:ALA:H 1.47 0.79
1:W:325:THR:O 1:W:397:ARG:NH1 2.16 0.79
1:2:325:THR:O 1:g:397:ARG:NH1 2.16 0.79
1:3:367: THR:HG21 1:3:384:ALA:H 1.47 0.79
1:1:325:THR:O 1:1:397:ARG:NH1 2.16 0.79
1:A:367: THR:HG21 1:A:384:ALA:H 1.47 0.78
1:B:325:THR:O 1:B:397:ARG:NH1 2.16 0.78
1:L:325:THR:O 1:L:397:ARG:NH1 2.16 0.78
1:P:325:THR:O 1:P:397:ARG:NH1 2.16 0.78
1:P:367:- THR:HG21 1:P:384:ALA:H 1.47 0.78
1:u:325:THR:O 1:u:397:ARG:NH1 2.16 0.78
1:2:325: THR:O 1:2:397:ARG:NH1 2.16 0.78
1:6:325:THR:O 1:6:397:ARG:NH1 2.16 0.78
1:F:367:- THR:HG21 1:F:384:ALA:H 1.47 0.78
1:d:325: THR:O 1:d:397:ARG:NH1 2.16 0.78
1:g:367: THR:HG21 1:g:384:ALA:H 1.47 0.78
1:n:325:THR:O 1:n:397:ARG:NH1 2.16 0.78

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:v:690|B|:PHE:CZ 1:y:684:ILE:HG23 2.18 0.78
1:C:367:THR:HG21 1:C:384:ALA:H 1.47 0.78
1:R:325:THR:O 1:R:397:ARG:NH1 2.16 0.78
1:¢:325: THR:O 1:¢:397:ARG:NH1 2.16 0.78
1:j:325:THR:O 1:j:397:ARG:NH1 2.16 0.78
1:v:367:THR:HG21 1:v:384:ALA:H 1.47 0.78
1:7:325:THR:O 1:7:397:ARG:NH1 2.16 0.78
1:K:325:THR:O 1:K:397:ARG:NH1 2.16 0.78
1:M:367:-THR:HG21 1:M:384:ALA:H 1.47 0.78
1:Q:367:THR:HG21 1:Q:384:ALA:H 1.47 0.78
1:Y:325:THR:O 1:Y:397:ARG:NH1 2.16 0.78
1:7:325:THR:O 1:7:397:ARG:NH1 2.16 0.78
1:¢:325:THR:O 1:€:397:ARG:NH1 2.16 0.78
1:q:325: THR:O 1:q:397:ARG:NH1 2.16 0.78
1:5:367: THR:HG21 1:5:384:ALA:H 1.47 0.78
1:8:325:THR:O 1:8:397:ARG:NH1 2.16 0.78
1:H:367: THR:HG21 1:H:384:ALA:H 1.47 0.78
1:£:367:- THR:HG21 1:f:384:ALA:H 1.47 0.78
1:r:325:THR:O 1:1:397:ARG:NH1 2.16 0.78
1:M:325:THR:O 1:M:397:ARG:NH1 2.16 0.78
1:R:367: THR:HG21 1:R:384:ALA:H 1.47 0.78
1:S:325:THR:O 1:S:397:ARG:NH1 2.16 0.78
1:a:325:THR:O 1:a:397:ARG:NH1 2.16 0.78
1:y:325:THR:O 1:y:397:ARG:NH1 2.16 0.78
1:3:325:THR:O 1:3:397:ARG:NH1 2.16 0.78
1:4:325:THR:O 1:4:397:ARG:NH1 2.16 0.78
1:F:325:THR:O 1:F:397:ARG:NH1 2.16 0.78
1:G:325:THR:O 1:G:397:ARG:NH1 2.16 0.78
1:Q:325:THR:O 1:Q:397:ARG:NH1 2.16 0.78
1:b:367:THR:HG21 1:b:384:ALA:H 1.47 0.78
1:q:367: THR:HG21 1:q:384:ALA:H 1.47 0.78
1:h:325:THR:O 1:h:397:ARG:NH1 2.16 0.78
1:n:367:-THR:HG21 1:n:384:ALA:H 1.47 0.78
1:5:367:- THR:HG21 1:5:384:ALA:H 1.47 0.78
1:t:325:THR:O 1:t:397:ARG:NH1 2.16 0.78
1:x:325: THR:O 1:x:397:ARG:NH1 2.16 0.78
1:U:367: THR:HG21 1:U:384:ALA:H 1.47 0.78
1:x:367: THR:HG21 1:x:384:ALA:H 1.47 0.78
1:G:367:THR:HG21 1:G:384:ALA:H 1.47 0.77
1:d:367:-THR:HG21 1:d:384:ALA:H 1.47 0.77
1:0:367: THR:HG21 1:0:384:ALA:H 1.47 0.77
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:T:325:THR:O 1:T:397:ARG:NH1 2.16 0.77
1:m:325:THR:O 1:m:397:ARG:NH1 2.16 0.77
1:t:367:THR:HG21 1:t:384:ALA:H 1.47 0.77
1:X:367: THR:HG21 1:X:384:ALA:H 1.47 0.77
1:0:690(B|:PHE:CZ 1:6:684:ILE:HG23 2.20 0.76
1:h:690[B]:PHE:CZ 1:k:684:ILE:HG23 2.20 0.76
1:a:439:ASP:O 1:8:487: THR:N 2.19 0.75
1:u:439:ASP:O 1:v:487: THR:N 2.19 0.75
1:j:439:ASP:O 1:k:487:THR:N 2.20 0.75
1:2:439:ASP:0O 1:1:487:THR:N 2.19 0.75
1:g:487: THR:N 1:h:439:ASP:O 2.19 0.74
1:t:487: THR:N 1:v:439:ASP:O 2.19 0.74
1:w:487: THR:N 1:y:439:ASP:O 2.19 0.74
1:d:439:ASP:O 1:1:487:-THR:N 2.19 0.74
1:q:487: THR:N 1:5:439:ASP:0O 2.19 0.74
1:t:439:ASP:O 1:u:487: THR:N 2.21 0.74
1:R:235:ARG:NH1 1:R:351:PRO:O 2.19 0.74
1:0:439:ASP:O 1:p:487:-THR:N 2.19 0.74
1:q:235:ARG:NH1 1:q:351:PRO:O 2.20 0.74
1:1:289:ASN:HD21 1:L:686:TYR:H 1.36 0.74
1:R:289:ASN:HD21 1:R:686:TYR:H 1.36 0.74
1:q:289:ASN:HD21 1:q:686: TYR:H 1.36 0.74
1:N:289:ASN:HD21 1:N:686: TYR:H 1.36 0.73
1:1:439:ASP:O 1:j:487:THR:N 2.20 0.73
1:x:439:ASP:O 1:y:487:THR:N 2.19 0.73
1:2:289:ASN:HD21 1:z:686: TYR:H 1.36 0.73
1:F:235:ARG:NH1 1:F:351:PRO:O 2.19 0.73
1:1:289:ASN:HD21 1:1:686: TYR:H 1.36 0.73
1:3:487: THR:N 1:4:439:ASP:O 2.21 0.73
1:1:289:ASN:HD21 1:1:686:TYR:H 1.36 0.73
1:y:235:ARG:NH1 1:y:351:PRO:O 2.20 0.73
1:H:652:ILE:HD12 1:7:357:VAL:HG12 1.71 0.73
1:M:289:ASN:HD21 1:M:686: TYR:H 1.36 0.73
1:Q:289:ASN:HD21 1:Q:686:TYR:H 1.36 0.73
1:7:439:ASP:O 1:4:487: THR:N 2.22 0.73
1:1:439:ASP:O 1:2:487:- THR:N 2.22 0.73
1:3:289:ASN:HD21 1:3:686: TYR:H 1.36 0.73
1:a:289:ASN:HD21 1:a:686: TYR:H 1.36 0.73
1:d:289:ASN:HD21 1:d:686:TYR:H 1.36 0.73
1:€:289:ASN:HD21 1:e:686: TYR:H 1.36 0.73
1:n:289:ASN:HD21 1:n:686:TYR:H 1.36 0.73
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:p:235:ARG:NH1 1:p:351:PRO:O 2.20 0.73
1:B:289:ASN:HD21 1:B:686: TYR:H 1.36 0.73
1:V:235:ARG:NH1 1:V:351:PRO:O 2.19 0.73
1:¢:289:ASN:HD21 1:¢:686:TYR:H 1.36 0.73
1:h:289:ASN:HD21 1:h:686:TYR:H 1.36 0.73
1:0:235:ARG:NH1 1:0:351:PRO:O 2.19 0.73
1:t:684:ILE:HG23 1:5:690(B|:PHE:CZ 2.24 0.73
1:w:289:ASN:HD21 1:w:686: TYR:H 1.36 0.73

1:5:439:ASP:O 1:6:487:THR:N 2.20 0.73
1:X:289:ASN:HD21 1:X:686: TYR:H 1.36 0.73
1:0:289:ASN:HD21 1:0:686: TYR:H 1.36 0.73
1:x:289:ASN:HD21 1:x:686:TYR:H 1.36 0.73
1:E:289:ASN:HD21 1:E:686: TYR:H 1.36 0.73
1:R:652:ILE:HD12 1:V:357:-VAL:HG12 1.71 0.73
1:A:289:ASN:HD21 1:A:686:TYR:H 1.36 0.72
1:k:235:ARG:NH1 1:k:351:PRO:O 2.19 0.72
1:1:289:ASN:HD21 1:1:686:TYR:H 1.36 0.72
1:0:289:ASN:HD21 1:0:686:TYR:H 1.36 0.72
1:U:289:ASN:HD21 1:U:686:TYR:H 1.36 0.72
1:k:289:ASN:HD21 1:k:686:TYR:H 1.36 0.72

1:w:439:ASP:O 1:x:487:THR:N 2.21 0.72
1:D:235:ARG:NH1 1:D:351:PRO:O 2.19 0.72
1:U:235:ARG:NH1 1:U:351:PRO:O 2.19 0.72
1:Y:289:ASN:HD21 1:Y:686:TYR:H 1.36 0.72
1:¢:289:ASN:HD21 1:2:686:TYR:H 1.36 0.72
1:j:690(B|:PHE:CZ 1:w:684:ILE:HG23 2.24 0.72
1:5:289:ASN:HD21 1:5:686: TYR:H 1.36 0.72
1:v:289:ASN:HD21 1:v:686:TYR:H 1.36 0.72
1:D:289:ASN:HD21 1:D:686: TYR:H 1.36 0.72
1:5:235:ARG:NH1 1:5:351:PRO:O 2.19 0.72
1:4:289:ASN:HD21 1:4:686: TYR:H 1.36 0.72
1:A:652:ILE:HD12 1:B:357:VAL:HG12 1.71 0.72
1:H:235:ARG:NH1 1:H:351:PRO:O 2.19 0.72
1:M:235:ARG:NH1 1:M:351:PRO:O 2.19 0.72

1:0:439:ASP:O 1:m:487: THR:N 2.21 0.72
1:P:289:ASN:HD21 1:P:686: TYR:H 1.36 0.72
1:j:289:ASN:HD21 1:j:686:TYR:H 1.36 0.72
1:t:249:GLN:OE1 1:y:695:ASN:ND2 2.23 0.72
1:w:235:ARG:NH1 1:w:351:PRO:O 2.19 0.72
1:C:289:ASN:HD21 1:C:686:TYR:H 1.36 0.72
1:E:235:ARG:NH1 1:E:351:PRO:O 2.19 0.72
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:R:367: THR:HG22 1:R:368:LEU:H 1.55 0.72
1:V:439:ASP:O 1:€:487:THR:N 2.21 0.72
1:1:235:ARG:NH1 1:1:351:PRO:O 2.20 0.72
1:7:289:ASN:HD21 1:7:686: TYR:H 1.36 0.72
1:J:439:ASP:0O 1:L:487:THR:N 2.23 0.72
1:K:289:ASN:HD21 1:K:686:TYR:H 1.36 0.72
1:b:235:ARG:NH1 1:b:351:PRO:O 2.19 0.72
1:v:695:ASN:ND2 1:w:249:GLN:OE1 2.23 0.72
1:5:235:ARG:NH1 1:5:351:PRO:O 2.19 0.72
1:C:439:ASP:0O 1:b:487:THR:N 2.22 0.72
1:G:289:ASN:HD21 1:G:686:TYR:H 1.36 0.72
1:G:367: THR:HG22 1:G:368:LEU:H 1.55 0.72
1:T:235:ARG:NH1 1:T:351:PRO:O 2.20 0.72
1:m:289:ASN:HD21 1:m:686: TYR:H 1.36 0.72
1:q:367: THR:HG22 1:q:368:LEU:H 1.55 0.72
1:t:289:ASN:HD21 1:t:686: TYR:H 1.36 0.72
1:y:289:ASN:HD21 1:y:686: TYR:H 1.36 0.72
1:B:367: THR:HG22 1:B:368:LEU:H 1.55 0.72
1:F:289:ASN:HD21 1:F:686:TYR:H 1.36 0.72
1:S:367:-THR:HG22 1:S:368:LEU:H 1.55 0.72
1:Y:235:ARG:NH1 1:Y:351:PRO:O 2.20 0.72
1:¢:235:ARG:NH1 1:¢:351:PRO:O 2.19 0.72
1:h:235:ARG:NH1 1:h:351:PRO:O 2.19 0.72
1:m:439:ASP:O 1:n:487:THR:N 2.21 0.72
1:t:367: THR:HG22 1:1:368: LEU:H 1.55 0.72
1:A:357:VAL:HG12 1:E:652:ILE:HD12 1.72 0.72
1:C:652:ILE:HD12 1:D:357:VAL:HG12 1.72 0.72
1:D:439:ASP:O 1:N:487:THR:N 2.22 0.72
1:H:367: THR:HG22 1:H:368:LEU:H 1.55 0.72
1:m:235:ARG:NH1 1:m:351:PRO:O 2.19 0.72
1:x:367: THR:HG22 1:x:368:LEU:H 1.55 0.72
1:5:367:- THR:HG22 1:5:368:LEU:H 1.55 0.72
1:5:487:THR:N 1:7:439:ASP:O 2.20 0.72
1:B:439:ASP:0O 1:J:487: THR:N 2.23 0.71
1:P:367: THR:HG22 1:P:368:LEU:H 1.55 0.71
1:T:289:ASN:HD21 1:T:686:TYR:H 1.36 0.71
1:r:367: THR:HG22 1:r:368: LEU:H 1.55 0.71
1:1:367:- THR:HG22 1:1:368:LEU:H 1.55 0.71
1:6:235:ARG:NH1 1:6:351:PRO:O 2.19 0.71
1:7:235:ARG:NH1 1:7:351:PRO:O 2.19 0.71
1:A:367:- THR:HG22 1:A:368:LEU:H 1.55 0.71
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:K:487:THR:N 1:8:439:ASP:O 2.23 0.71
1:N:235:ARG:NH1 1:N:351:PRO:O 2.20 0.71
1:0:357:VAL:HG12 1:P:652:1ILE:HD12 1.73 0.71
1:Q:367: THR:HG22 1:Q:368:LEU:H 1.55 0.71
1:V:652:ILE:HD12 1:W:357:VAL:HG12 1.72 0.71
1:¢:367:THR:HG22 1:¢:368:LEU:H 1.55 0.71
1:1:235:ARG:NH1 1:1:351:PRO:O 2.19 0.71
1:q:695:ASN:ND2 1:y:249:GLN:OE1 2.23 0.71
1:v:367: THR:HG22 1:v:368:LEU:H 1.55 0.71
1:2z:367: THR:HG22 1:2:368:LEU:H 1.55 0.71
1:N:367: THR:HG22 1:N:368:LEU:H 1.55 0.71
1:W:235:ARG:NH1 1:W:351:PRO:O 2.19 0.71
1:e:235:ARG:NH1 1::351:PRO:O 2.19 0.71
1:e:367:-THR:HG22 1:e:368:LEU:H 1.55 0.71
1:g:684:ILE:HG23 1:2:690|B|:PHE:CZ 2.26 0.71
1:n:235:ARG:NH1 1:n:351:PRO:O 2.19 0.71
1:L:367: THR:HG22 1:L:368:LEU:H 1.55 0.71
1:W:367: THR:HG22 1:W:368:LEU:H 1.55 0.71
1:X:367:- THR:HG22 1:X:368:LEU:H 1.55 0.71
1:u:249:GLN:OE1 1:5:695:ASN:ND2 2.23 0.71
1:D:367: THR:HG22 1:D:368:LEU:H 1.55 0.71
1:M:367: THR:HG22 1:M:368:LEU:H 1.55 0.71
1:T:367: THR:HG22 1:T:368:LEU:H 1.55 0.71
1:j:367: THR:HG22 1:j:368:LEU:H 1.55 0.71
1:0:367:- THR:HG22 1:0:368:LEU:H 1.55 0.71
1:2:487:THR:N 1:2:439:ASP:O 2.23 0.71
1:K:235:ARG:NH1 1:K:351:PRO:O 2.20 0.71
1:d:235:ARG:NH1 1:d:351:PRO:O 2.19 0.71
1:1:367: THR:HG22 1:1:368: LEU:H 1.55 0.71
1:k:249:GLN:OE1 1:w:695:ASN:ND2 2.24 0.71
1:q:439:ASP:O 1:r:487: THR:N 2.22 0.71
1:1:367:THR:HG22 1:1:368:LEU:H 1.55 0.71
1:k:367:THR:HG22 1:k:368:LEU:H 1.55 0.71
1:m:367:THR:HG22 1:m:368:LEU:H 1.55 0.71
1:u:235:ARG:NH1 1:u:351:PRO:O 2.19 0.71
1:u:367: THR:HG22 1:u:368:LEU:H 1.55 0.71
1:n:367: THR:HG22 1:n:368: LEU:H 1.55 0.71
1:4:235:ARG:NH1 1:4:351:PRO:O 2.19 0.71
1:6:367:- THR:HG22 1:6:368:LEU:H 1.55 0.71
1:F:367:- THR:HG22 1:F:368:LEU:H 1.55 0.71
1:1:235:ARG:NH1 1:1:351:PRO:O 2.19 0.71
Continued on next page...
grbB



Page 50

Full wwPDB EM Validation Report

EMD-21656, 6WFT

Continued from previous page...

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

1:0:652:ILE:HD12 1:d:357:VAL:HG12 1.73 0.71
1:P:235:ARG:NH1 1:P:351:PRO:O 2.19 0.71
1:7:367: THR:HG22 1:7:368:LEU:H 1.55 0.71
1:a:367:- THR:HG22 1:a:368:LEU:H 1.55 0.71
1:h:367: THR:HG22 1:h:368:LEU:H 1.55 0.71
1:j:695:ASN:ND2 1:x:249:GLN:OE1 2.23 0.71
1:1:289:ASN:HD21 1:r:686: TYR:H 1.36 0.71
1:v:249:GLN:OE1 1:1:695:ASN:ND2 2.23 0.71
1:y:367: THR:HG22 1:y:368:LEU:H 1.55 0.71
1:3:367:- THR:HG22 1:3:368:LEU:H 1.55 0.71
1:d:367: THR:HG22 1:d:368:LEU:H 1.55 0.71
1:F:652:ILE:HD12 1:R:357:VAL:HG12 1.71 0.70
1:G:357:VAL:HG12 1:W:652:ILE:HD12 1.73 0.70
1:j:235:ARG:NH1 1:3:351:PRO:O 2.19 0.70
1:p:684:ILE:HG23 1:5:690(B|:PHE:CZ 2.26 0.70
1:8:367: THR:HG22 1:8:368:LEU:H 1.55 0.70
1:C:367: THR:HG22 1:C:368:LEU:H 1.55 0.70
1:S:289:ASN:HD21 1:S:686:TYR:H 1.36 0.70
1:E:367: THR:HG22 1:E:368:LEU:H 1.55 0.70
1:1:289:ASN:HD21 1:1:686:TYR:H 1.36 0.70
1:7:289:ASN:HD21 1:7:686:TYR:H 1.36 0.70
1:£:439:ASP:O 1:h:487:THR:N 2.22 0.70
1:g:367: THR:HG22 1:g:368:LEU:H 1.55 0.70
1:p:289:ASN:HD21 1:p:686:TYR:H 1.36 0.70
1:r:235:ARG:NH1 1:r:351:PRO:O 2.20 0.70
1:6:289:ASN:HD21 1:6:686: TYR:H 1.36 0.70
1:W:289:ASN:HD21 1:W:686:TYR:H 1.36 0.70
1:7:652:1LE:HD12 1:a:357:VAL:HG12 1.74 0.70
1:b:289:ASN:HD21 1:b:686:TYR:H 1.36 0.70
1:g:695:ASN:ND2 1:1:249:GLN:OE1 2.25 0.70
1:p:367: THR:HG22 1:p:368:LEU:H 1.55 0.70
1:w:367: THR:HG22 1:w:368:LEU:H 1.55 0.70
1:8:289:ASN:HD21 1:8:686: TYR:H 1.36 0.70
1:S:235:ARG:NH1 1:S:351:PRO:O 2.19 0.70
1:S:439:ASP:O 1:U:487:THR:N 2.23 0.70
1:V:289:ASN:HD21 1:V:686: TYR:H 1.36 0.70
1:¢:439:ASP:0O 1:0:487:THR:N 2.22 0.70
1:1:289:ASN:HD21 1:£:686:TYR:H 1.36 0.70
1:B:652:ILE:HD12 1:C:357:VAL:HG12 1.71 0.70
1:G:439:ASP:O 1:1:487: THR:N 2.24 0.70
1:K:367:THR:HG22 1:K:368:LEU:H 1.55 0.70

Continued on next page...




Page 51

Full wwPDB EM Validation Report

EMD-21656, 6WFT

Continued from previous page...

Interatomic Clash
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1:P:357:VAL:HG12 1:Q:652:ILE:HD12 1.74 0.70
1:V:367: THR:HG22 1:V:368:LEU:H 1.55 0.70
1:1:367:- THR:HG22 1:1:368:LEU:H 1.55 0.70
1:2:289:ASN:HD21 1:2:686: TYR:H 1.36 0.70
1:T:487:-THR:N 1:1:439:ASP:O 2.23 0.70
1:Y:367:- THR:HG22 1:Y:368:LEU:H 1.55 0.70
1:t:235:ARG:NH1 1:t:351:PRO:O 2.19 0.70
1:7:367: THR:HG22 1:7:368:LEU:H 1.55 0.70
1:C:235:ARG:NH1 1:C:351:PRO:O 2.19 0.70
1:F:357:VAL:HG12 1:G:652:ILE:HD12 1.72 0.70
1:G:235:ARG:NH1 1:G:351:PRO:O 2.19 0.70
1:H:289:ASN:HD21 1:H:686:TYR:H 1.36 0.70
1:0:367:THR:HG22 1:0:368:LEU:H 1.55 0.70
1:g:235:ARG:NH1 1:¢:351:PRO:O 2.19 0.70
1:t:695:ASN:ND2 1:6:249:GLN:OE1 2.24 0.70
1:2z:235:ARG:NH1 1:2z:351:PRO:O 2.19 0.70
1:4:367:- THR:HG22 1:4:368:LEU:H 1.55 0.70
1:5:289:ASN:HD21 1:5:686: TYR:H 1.36 0.70
1:J:289:ASN:HD21 1:J:686: TYR:H 1.36 0.70
1:0:235:ARG:NH1 1:0:351:PRO:O 2.19 0.70
1:U:367:- THR:HG22 1:U:368:LEU:H 1.55 0.70
1:b:367: THR:HG22 1:b:368:LEU:H 1.55 0.70
1:£:487:THR:N 1:g:439:ASP:0O 2.24 0.70
1:1:367: THR:HG22 1:1:368:LEU:H 1.55 0.70
1:A:235:ARG:NH1 1:A:351:PRO:O 2.19 0.70
1:1:357:VAL:HG12 1:J:652:ILE:HD12 1.74 0.70
1:1:487: THR:N 1:k:439:ASP:0O 2.23 0.70
1:1:235:ARG:NH1 1:1:351:PRO:O 2.19 0.70
1:0:695:ASN:ND2 1:7:249:GLN:OE1 2.25 0.70
1:D:487: THR:N 1:P:439:ASP:0O 2.25 0.69
1:a:235:ARG:NH1 1:a:351:PRO:O 2.19 0.69
1:u:289:ASN:HD21 1:u:686:TYR:H 1.36 0.69
1:x:235:ARG:NH1 1:x:351:PRO:O 2.19 0.69
1:H:357:VAL:HG12 1:1:652:ILE:HD12 1.74 0.69
1:1:235:ARG:NH1 1:L:351:PRO:O 2.19 0.69
1:¢:487:'THR:N 1:p:439:ASP:O 2.24 0.69
1:5:367:THR:HG22 1:5:368:LEU:H 1.55 0.69
1:v:235:ARG:NH1 1:v:351:PRO:O 2.20 0.69
1:3:235:ARG:NH1 1:3:351:PRO:O 2.19 0.69
1:A:439:ASP:O 1:G:487:THR:N 2.25 0.69
1:Q:235:ARG:NH1 1:Q:351:PRO:O 2.20 0.69
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:439:ASP:O 1:5:487:THR:N 2.23 0.69
1:u:695:ASN:ND2 1:2:249:GLN:OE1 2.24 0.69
1:2:249:GLN:OE1 1:4:695:ASN:ND2 2.25 0.69
1:E:439:ASP:0O 1:Q:487:THR:N 2.23 0.69
1:m:695:ASN:ND2 1:5:249:GLN:OE1 2.25 0.69
1:5:249:GLN:OFE1 1:8:695:ASN:ND2 2.26 0.69
1:K:439:ASP:O 1:a:487:THR:N 2.25 0.69
1:n:249:GLN:OE1 1:1:695:ASN:ND2 2.26 0.69
1:1:249:GLN:OE1 1:x:695:ASN:ND2 2.24 0.69
1:J:235:ARG:NH1 1:J:351:PRO:O 2.19 0.69
1:R:439:ASP:O 1:S:487: THR:N 2.23 0.69
1:S:357:VAL:HG12 1:d:652:ILE:HD12 1.75 0.69
1:T:652:1ILE:HD12 1:1:357:VAL:HG12 1.75 0.69
1:W:439:ASP:O 1:Y:487:THR:N 2.22 0.69
1:€:695:ASN:ND2 1:h:249:GLN:OE1 2.26 0.69
1:h:695:ASN:ND2 1:1:249:GLN:OE1 2.25 0.69
1:p:249:GLN:OE1 1:6:695:ASN:ND2 2.25 0.69
1:q:684:1ILE:HG23 1:x:690|B|:PHE:CZ 2.28 0.69
1:2:235:ARG:NH1 1:2:351:PRO:O 2.20 0.69
1:J:367:- THR:HG22 1:J:368:LEU:H 1.55 0.69
1:2:249:GLN:OE1 1:k:695:ASN:ND2 2.25 0.69
1:p:695:ASN:ND2 1:q:249:GLN:OE1 2.25 0.69
1:2:695:ASN:ND2 1:3:249:GLN:OE1 2.26 0.69
1:X:487: THR:N 1:¢:439:ASP:0O 2.23 0.69
1:u:690(B|:PHE:CZ 1:1:684:ILE:HG23 2.28 0.69
1:2:367:- THR:HG22 1:2:368:LEU:H 1.55 0.69
1:M:487: THR:N 1:b:439:ASP:O 2.24 0.68
1:N:439:ASP:0O 1:P:487:THR:N 2.25 0.68
1:D:652:ILE:HD12 1:E:357:VAL:HG12 1.73 0.68
1:E:487: THR:N 1:F:439:ASP:O 2.25 0.68
1:T:439:ASP:O 1:d:487:THR:N 2.25 0.68
1:¢:652:ILE:HD12 1:s:357:VAL:HG12 1.76 0.68
1:1:249:GLN:OE1 1:2:695:ASN:ND2 2.26 0.68
1:K:357:VAL:HG12 1:1:652:ILE:HD12 1.76 0.68
1:K:652:ILE:HD12 1:7:357:VAL:HG12 1.75 0.68
1:A:487:-THR:N 1:1:439:ASP:O 2.26 0.68
1:M:652:ILE:HD12 1:¢:357:VAL:HG12 1.75 0.68
1:j:249:GLN:OE1 1:1:695:ASN:ND2 2.26 0.68
1:¢:249:GLN:OFE1 1:5:695:ASN:ND2 2.26 0.68
1:£:652:ILE:HD12 1:2:357:VAL:HG12 1.76 0.68
1:6:439:ASP:O 1:7:487:THR:N 2.23 0.68
Continued on next page...
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1:K:249:GLN:OE1 1:7:695:ASN:ND2 2.27 0.67
1:7:487:-THR:N 1:3:439:ASP:O 2.27 0.67
1:b:695:ASN:ND2 1:0:249:GLN:OE1 2.27 0.67
1:3:695:ASN:ND2 1:8:249:GLN:OE1 2.27 0.67
1:X:652:ILE:HD12 1:£:357:VAL:HG12 1.75 0.67
1:Y:695:ASN:ND2 1:4:249:GLN:OE1 2.28 0.67
1:0:487:THR:N 1:n:439:ASP:O 2.25 0.67
1:S:695:ASN:ND2 1:d:249:GLN:OE1 2.27 0.67
1:X:357:VAL:HG12 1:Y:652:ILE:HD12 1.77 0.67
1:7:249:GLN:OE1 1:a:695:ASN:ND2 2.27 0.67
1:J:695:ASN:ND2 1:a:249:GLN:OE1 2.27 0.67
1:Q:357:-VAL:HG12 1:S:652:ILE:HD12 1.75 0.67
1:0:357:VAL:HG12 1:7:652:ILE:HD12 1.77 0.67
1:H:439:ASP:0O 1:W:487: THR:N 2.25 0.67
1:h:357:VAL:HG12 1:1:652:ILE:HD12 1.77 0.67
1:1:249:GLN:OE1 1:n:695:ASN:ND2 2.27 0.67
1:J:357:VAL:HG12 1l:a:652:ILE:HD12 1.75 0.67
1:N:357:VAL:HG12 1:m:652:ILE:HD12 1.77 0.67
1:X:235:ARG:NH1 1:X:351:PRO:O 2.19 0.67
1:T:357:VAL:HG12 1:U:652:ILE:HD12 1.76 0.66
1:7:235:ARG:NH1 1:7:351:PRO:O 2.19 0.66
1:M:249:GLN:OE1 1:¢:695:ASN:ND2 2.28 0.66
1:T:249:GLN:OE1 1:1:695:ASN:ND2 2.27 0.66
1:8:235:ARG:NH1 1:8:351:PRO:O 2.19 0.66
1:R:487: THR:N 1:U:439:ASP:O 2.27 0.66
1:0:249:GLN:OE1 1:d:695:ASN:ND2 2.28 0.66
1:2:652:1LE:HD12 1:4:357:VAL:HG12 1.77 0.66
1:N:695:ASN:ND2 1:m:249:GLN:OE1 2.28 0.66
1:U:357:VAL:HG12 1:e:652:1LE:HD12 1.77 0.66
1:X:249:GLN:OE1 1:1:695:ASN:ND2 2.28 0.66
1:F:487:'THR:N 1:Q:439:ASP:0O 2.26 0.66
1:C:249:GLN:OE1 1:D:695:ASN:ND2 2.29 0.66
1:M:357:VAL:HG12 1:N:652:ILE:HD12 1.77 0.66
1:e:357:VAL:HG12 1:h:652:ILE:HD12 1.78 0.66
1:2:710|B]:ARG:HB3 | 1:2:710|B]:ARG:HH11 1.61 0.66
1:£:225:-MET:HE3 1:£:228[A]:ARG:HB2 1.78 0.66
1:D:249:GLN:OE1 1:E:695:ASN:ND2 2.29 0.65
1:H:487: THR:N 1:Y:439:ASP:O 2.25 0.65
1:L:357:VAL:HG12 1:b:652:ILE:HD12 1.77 0.65
1:C:487:THR:N 1:M:439:ASP:O 2.27 0.65
1:K:695:ASN:ND2 1:L:249:GLN:OE1 2.29 0.65
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:Y:357:-VAL:HG12 1:4:652:ILE:HD12 1.77 0.65
1:¢:225:MET:HE3 1:¢:228[A]:ARG:HB2 1.78 0.65
1:s:710[B]:ARG:HB3 | 1:s:710|B]:ARG:HH11 1.61 0.65
1:B:235:ARG:NH1 1:B:351:PRO:O 2.19 0.65
1:B:487:- THR:N 1:L:439:ASP:O 2.27 0.65
1:U:695:ASN:ND2 1::249:GLN:OE1 2.29 0.65
1:b:357:VAL:HG12 1:0:652:ILE:HD12 1.77 0.65
1:V:249:GLN:OE1 1:W:695:ASN:ND2 2.29 0.65
1:1:235:ARG:NH1 1:1:351:PRO:O 2.20 0.65
1:T:695:ASN:ND2 1:U:249:GLN:OE1 2.29 0.65
1:n:652:1ILE:HD12 1:r:357:VAL:HG12 1.79 0.65
1:V:487: THR:N 1:X:439:ASP:O 2.27 0.65
1:u:357:VAL:HG12 1:2:652:ILE:HD12 1.79 0.65
1:H:439:ASP:OD1 1:H:440:ALA:N 2.30 0.65
1:Q:695:ASN:ND2 1:5:249:GLN:OE1 2.29 0.65
1:T:439:ASP:OD1 1:T:440:ALA:N 2.30 0.65
1:¢:439:ASP:0OD1 1:c:440:ALA:N 2.30 0.65
1:1:439:ASP:0OD1 1:1:440:ALA:N 2.30 0.65
1:m:357:VAL:HG12 1:5:652:1LE:HD12 1.78 0.65
1:m:439:ASP:0OD1 1:m:440:ALA:N 2.30 0.65
1:5:439:ASP:OD1 1:5:440:ALA:N 2.30 0.65
1:1:439:ASP:OD1 1:1:440:ALA:N 2.30 0.65
1:1:695:ASN:ND2 1:b:249:GLN:OE1 2.28 0.65
1:M:439:ASP:OD1 1:M:440:ALA:N 2.30 0.65
1:N:439:ASP:0OD1 1:N:440:ALA:N 2.30 0.65
1:X:439:ASP:0OD1 1:X:440:ALA:N 2.30 0.65
1:€:439:ASP:OD1 1:e:440:ALA:N 2.30 0.65
1:j:439:ASP:0OD1 1:3:440:ALA:N 2.30 0.65
1:D:439:ASP:0OD1 1:D:440:ALA:N 2.30 0.65
1:P:439:ASP:0OD1 1:P:440:ALA:N 2.30 0.65
1:X:695:ASN:ND2 1:Y:249:GLN:OE1 2.30 0.65
1:k:439:ASP:OD1 1:k:440:ALA:N 2.30 0.65
1:0:439:ASP:OD1 1:0:440:ALA:N 2.30 0.65
1:u:439:ASP:OD1 1:u:440:ALA:N 2.30 0.65
1:G:695:ASN:ND2 1:W:249:GLN:OE1 2.29 0.64
1:g:439:ASP:0OD1 1:g:440:ALA:N 2.30 0.64
1:h:439:ASP:OD1 1:h:440:ALA:N 2.30 0.64
1:8:439:ASP:OD1 1:8:440:ALA:N 2.30 0.64
1:C:439:ASP:0OD1 1:C:440:ALA:N 2.30 0.64
1:F:439:ASP:0OD1 1:F:440:ALA:N 2.30 0.64
1:G:439:ASP:OD1 1:G:440:ALA:N 2.30 0.64
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:7:439:ASP:OD1 1:7:440:ALA:N 2.30 0.64
1:y:439:ASP:0OD1 1:y:440:ALA:N 2.30 0.64
1:3:357:VAL:HG12 1:8:652:ILE:HD12 1.79 0.64
1:A:439:ASP:OD1 1:A:440:ALA:N 2.30 0.64
1:E:439:ASP:OD1 1:E:440:ALA:N 2.30 0.64
1:V:439:ASP:OD1 1:V:440:ALA:N 2.30 0.64
1:a4:439:ASP:OD1 1:a:440:ALA:N 2.30 0.64
1:p:439:ASP:OD1 1:p:440:ALA:N 2.30 0.64
1:q:439:ASP:OD1 1:q:440:ALA:N 2.30 0.64
1:t:439:ASP:OD1 1:t:440:ALA:N 2.30 0.64
1:0:439:ASP:OD1 1:0:440:ALA:N 2.30 0.64
1:v:439:ASP:OD1 1:v:440:ALA:N 2.30 0.64
1:3:439:ASP:OD1 1:3:440:ALA:N 2.30 0.64
1:7:439:ASP:0OD1 1:7:440:ALA:N 2.30 0.64
1:B:439:ASP:0OD1 1:B:440:ALA:N 2.30 0.64
1:M:695:ASN:ND2 1:N:249:GLN:OE1 2.30 0.64
1:R:439:ASP:0OD1 1:R:440:ALA:N 2.30 0.64
1:U:439:ASP:OD1 1:U:440:ALA:N 2.30 0.64
1:Y:439:ASP:OD1 1:Y:440:ALA:N 2.30 0.64
1:b:439:ASP:0OD1 1:b:440:ALA:N 2.30 0.64
1:1:439:ASP:0OD1 1:1:440:ALA:N 2.30 0.64
1:5:439:ASP:0OD1 1:5:440:ALA:N 2.30 0.64
1:w:439:ASP:OD1 1:w:440:ALA:N 2.30 0.64
1:1:439:ASP:OD1 1:1:440:ALA:N 2.30 0.64
1:4:439:ASP:0OD1 1:4:440:ALA:N 2.30 0.64
1:1:695:ASN:ND2 1:J:249:GLN:OE1 2.30 0.64
1:T:675:GLU:HG3 1:T:717:LEU:HD23 1.80 0.64
1:W:439:ASP:0OD1 1:W:440:ALA:N 2.30 0.64
1:1:439:ASP:OD1 1:1:440:ALA:N 2.30 0.64
1:m:675:GLU:HG3 1:m:717:LEU:HD23 1.80 0.64
1:t:675:GLU:HG3 1:4:717:LEU:HD23 1.80 0.64
1:B:675:GLU:HG3 1:B:717:LEU:HD23 1.80 0.64
1:G:675:GLU:HG3 1:G:717:LEU:HD23 1.80 0.64
1:J:439:ASP:0OD1 1:J:440:ALA:N 2.30 0.64
1:J:675:GLU:HG3 1:J:717:LEU:HD23 1.80 0.64
1:K:439:ASP:0OD1 1:K:440:ALA:N 2.30 0.64
1:1:675:GLU:HG3 1:1:717.:LEU:HD23 1.80 0.64
1:2:675:GLU:HG3 1:2:717.LEU:HD23 1.80 0.64
1:6:439:ASP:OD1 1:6:440:ALA:N 2.30 0.64
1:R:249:GLN:OE1 1:V:695:ASN:ND2 2.31 0.64
1:S:439:ASP:0OD1 1:S:440:ALA:N 2.30 0.64
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:X:675:GLU:HG3 1:X:717:LEU.HD23 1.80 0.64
1:¢:675:GLU:HG3 1:c:717:LEU:HD23 1.80 0.64
1:0:675:GLU:HG3 1:0:717:LEU:HD23 1.80 0.64
1:2:357:VAL:HG12 1:3:652:ILE:HD12 1.79 0.64
1:V:675:GLU:HG3 1:V:717.LEU:HD23 1.80 0.64
1:p:675:GLU:HG3 1:p:717:LEU:HD23 1.80 0.64
1:1:439:ASP:0OD1 1:r:440:ALA:N 2.30 0.64
1:2:439:ASP:OD1 1:2:440:ALA:N 2.30 0.64
1:2:439:ASP:OD1 1:2:440:ALA:N 2.30 0.64
1:5:652:ILE:HD12 1:8:357:VAL:HG12 1.80 0.64
1:1:439:ASP:OD1 1:L:440:ALA:N 2.30 0.64
1:S:675:GLU:HG3 1:S:717:LEU:HD23 1.80 0.64
1:d:675:GLU:HG3 1:d:717:LEU:HD23 1.80 0.64
1:e:675:GLU:HG3 1l:e:717:LEU:HD23 1.80 0.64
1:j:652:ILE:HD12 1:1:357:VAL:HG12 1.80 0.64
1:n:439:ASP:OD1 1:n:440:ALA:N 2.30 0.64
1:r:675:GLU:HG3 1:r:717:LEU:HD23 1.80 0.64
1:x:439:ASP:OD1 1:x:440:ALA:N 2.30 0.64
1:P:695:ASN:ND2 1:Q:249:GLN:OE1 2.31 0.63
1:Q:439:ASP:0OD1 1:Q:440:ALA:N 2.30 0.63
1:d:439:ASP:0OD1 1:d:440:ALA:N 2.30 0.63
1:n:675:GLU:HG3 1:n:717:LEU:HD23 1.80 0.63
1:v:675:GLU:HG3 1:v:717:LEU:HD23 1.80 0.63
1:Y:675:GLU:HG3 1:Y:717.LEU:HD23 1.80 0.63
1:A:675:GLU:HG3 1:A:717:LEU:HD23 1.80 0.63
1:L:675:GLU:HG3 1:L:717:LEU:HD23 1.80 0.63
1:0:675:GLU:HG3 1:0:717:LEU:HD23 1.80 0.63
1:3:357:-VAL:HG12 1:x:652:ILE:HD12 1.80 0.63
1:2z:675:GLU:HG3 1:z:717:LEU:HD23 1.80 0.63
1:7:675:GLU:HG3 1:7:717.LEU:HD23 1.80 0.63
1:H:695:ASN:ND2 1:1:249:GLN:OE1 2.31 0.63
1:a:686: TYR:HE1 1:a:710[|B]:ARG:NH2 1.96 0.63
1:1:675:GLU:HG3 1:1:717:LEU:HD23 1.80 0.63
1:r:652:ILE:HD12 1:x:357:VAL:HG12 1.79 0.63
1:a4:675:GLU:HG3 1:a:717:LEU:HD23 1.80 0.63
1:1:652:1LE:HD12 1:n:357:VAL:HG12 1.79 0.63

1:v:687:THR:O 1:v:710[A]:ARG:NH1 2.31 0.63
1:0:695:ASN:ND2 1:P:249:GLN:OE1 2.30 0.63

1:y:687:THR:O 1:y:710[A]:ARG:NH1 2.31 0.63
1:3:675:GLU:HG3 1:3:717:LEU:HD23 1.80 0.63
1:K:675:GLU:HG3 1:K:717:LEU:HD23 1.80 0.63
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:R:675:GLU:HG3 1:R:717:LEU:HD23 1.80 0.63
1:A:249:GLN:OE1 1:B:695:ASN:ND2 2.32 0.63
1:B:249:GLN:OE1 1:C:695:ASN:ND2 2.30 0.63
1:Q:675:GLU:HGS3 1:Q:717:LEU:HD23 1.80 0.63
1:d:686: TYR:HE1 1:d:710[B]:ARG:NH2 1.96 0.63
1:h:675:GLU:HG3 1:h:717:LEU:HD23 1.80 0.63
1:q:675:GLU:HG3 1:q:717:LEU:HD23 1.80 0.63
1:4:675:GLU:HG3 1:4:717:LEU:HD23 1.80 0.63
1:p:357:-VAL:HG12 1:q:652:ILE:HD12 1.81 0.62
1:x:675:GLU:HG3 1:x:717:LEU:HD23 1.80 0.62
1:E:675:GLU:HG3 1:E:717:LEU:HD23 1.80 0.62
1:M:675:GLU:HG3 1:M:717:LEU:HD23 1.80 0.62
1:g:675:GLU:HG3 1:g:717:LEU:HD23 1.80 0.62
1:w:675:GLU:HG3 1:w:717.:LEU:HD23 1.80 0.62
1:6:675:GLU:HG3 1:6:717:LEU:HD23 1.80 0.62
1:C:675:GLU:HG3 1:C:717:LEU:HD23 1.80 0.62
1:F:675:GLU:HG3 1.F:717.LEU:HD23 1.80 0.62
1:W:675:GLU:HG3 1:W:717:LEU:HD23 1.80 0.62
1:7:346:HIS:CE1 1:3:428:ASN:H 2.17 0.62
1:N:675:GLU:HG3 1:N:717:LEU:HD23 1.80 0.62
1:g:652:ILE:HD12 1:k:357:VAL:HG12 1.81 0.62
1:1:675:GLU:HG3 1:1:717:-LEU:HD23 1.80 0.62
1:u:675:GLU:HG3 1:u:717:LEU:HD23 1.80 0.62
1:y:675:GLU:HG3 1Ly:717:LEU:HD23 1.80 0.62
1:D:675:GLU:HG3 1:D:717:LEU:HD23 1.80 0.62
1:£:675:GLU:HG3 1:£:717:LEU:HD23 1.80 0.62
1:k:675:GLU:HG3 1:k:717:LEU:HD23 1.80 0.62
1:v:357:VAL:HG12 1:w:652:1LE:HD12 1.81 0.62
1:1:675:GLU:HG3 1:I:717:LEU:HD23 1.80 0.62
1:7:675:GLU:HG3 1:7:717:LEU:HD23 1.80 0.62
1:b:675:GLU:HG3 1:b:717:LEU:HD23 1.80 0.62

1:1:346:HIS:CE1 1:k:428:ASN:H 2.18 0.62
1:u:652:ILE:HD12 1:5:357:VAL:HG12 1.80 0.62
1:8:675:GLU:HG3 1:8:717:LEU:HD23 1.80 0.62
1:H:249:GLN:OE1 1:7:695:ASN:ND2 2.32 0.62
1:H:675:GLU:HG3 1:H:717:LEU:HD23 1.80 0.62
1:5:675:GLU:HG3 1:5:717.:LEU:HD23 1.80 0.62
1:F:249:GLN:OE1 1:R:695:ASN:ND2 2.32 0.62
1:F:695:ASN:ND2 1:G:249:GLN:OE1 2.31 0.62
1:t:357:VAL:HG12 1:6:652:ILE:HD12 1.81 0.62
1:j:675:GLU:HG3 1:j:717:LEU:HD23 1.80 0.61
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Atom-1 Atom-2 distance (A) overlap (A)

1:k:652:ILE:HD12 1:w:357:VAL:HG12 1.81 0.61
1:p:652:ILE:HD12 1:6:357:VAL:HG12 1.81 0.61
1:g:357:VAL:HG12 1:1:652:ILE:HD12 1.81 0.61
1:P:675:GLU:HG3 1:P:717:LEU:HD23 1.80 0.61
1:£:346:HIS:CE1 1:g:428:ASN:H 2.18 0.61
1:p:687:THR:O 1:p:710[A]:ARG:NH1 2.34 0.61
1:v:652:ILE:HD12 1:1:357:VAL:HG12 1.82 0.61
1:A:695:ASN:ND2 1:E:249:GLN:OE1 2.31 0.61
1:q:357:VAL:HG12 1:y:652:ILE:HD12 1.82 0.61
1:U:675:GLU:HG3 1:U:717.LEU:HD23 1.80 0.61
1:5:675:GLU:HG3 1:8:717:LEU:HD23 1.80 0.61
1:t:652:ILE:HD12 1:y:357:VAL:HG12 1.81 0.61
1:0:346:HIS:CE1 1:n:428:ASN:H 2.19 0.61
1:V:346:HIS:CE1 1:X:428:ASN:H 2.19 0.60
1:¢:346:HIS:CE1 1:p:428:ASN:H 2.18 0.60
1:D:689:ASN:HB3 1:D:697:GLN:HE21 1.67 0.60
1:J:689:ASN:HB3 1:J:697:GLN:HE21 1.67 0.60
1:3:689:ASN:HB3 1:j:697:GLN:HE21 1.67 0.60
1:k:689:ASN:HB3 1:k:697:GLN:HE21 1.67 0.60
1:2:689:ASN:HB3 1:2:697:GLN:HE21 1.67 0.60
1:6:428:ASN:H 1:7:346:HIS:CE1 2.18 0.60
1:P:689:ASN:HB3 1:P:697:GLN:HE21 1.67 0.60
1:q:428:ASN:H 1:1:346:HIS:CE1 2.20 0.60
1:1:428:ASN:H 1:5:346:HIS:CE1 2.19 0.60
1:t:428:ASN:H 1:u:346:HIS:CE1 2.19 0.60
1:A:689:ASN:HB3 1:A:697:GLN:HE21 1.67 0.60
1:M:689:ASN:HB3 1:M:697:GLN:HE21 1.67 0.60
1:h:689:ASN:HB3 1:h:697:GLN:HE21 1.67 0.60
1:g:687:THR:O 1:g:710[A]:ARG:NH1 2.34 0.60
1:v:689:ASN:HB3 1:v:697:GLN:HE21 1.67 0.60
1:K:689:ASN:HB3 1:K:697:GLN:HE21 1.67 0.60
1:M:456:PHE:HA 1:M:459:TYR:CD2 2.37 0.60
1:R:346:HIS:CE1 1:U:428:ASN:H 2.20 0.60
1:u:689:ASN:HB3 1:u:697:GLN:HE21 1.67 0.60
1:1:428:ASN:H 1:2:346:HIS:CE1 2.20 0.60
1:4:689:ASN:HB3 1:4:697:GLN:HE21 1.67 0.60
1:6:456:PHE:HA 1:6:459: TYR:CD2 2.37 0.60
1:D:456:PHE:HA 1:D:459:TYR:CD2 2.37 0.60
1:1:689:ASN:HB3 1:1:697:GLN:HE21 1.67 0.60
1:W:456:PHE:HA 1:W:459:TYR:CD2 2.37 0.60
1:7:456:PHE:HA 1:7:459:TYR:CD2 2.37 0.60
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:h:456:PHE:HA 1:h:459:TYR:CD2 2.37 0.60
1:k:456:PHE:HA 1:k:459:TYR:CD2 2.37 0.60
1:m:456:PHE:HA 1:m:459: TYR:CD2 2.37 0.60
1:n:689:ASN:HB3 1:n:697:GLN:HE21 1.67 0.60
1:0:689:ASN:HB3 1:0:697:GLN:HE21 1.66 0.60
1:w:428:ASN:H 1:x:346:HIS:CE1 2.19 0.60
1:1:456:PHE:HA 1:1:459:TYR:CD2 2.37 0.60
1:8:456:PHE:HA 1:8:459:TYR:CD2 2.37 0.60
1:B:456:PHE:HA 1:B:459:TYR:CD2 2.37 0.60
1:C:346:HIS:CE1 1:M:428:ASN:H 2.19 0.60
1:H:689:ASN:HB3 1:H:697:GLN:HE21 1.67 0.60
1:0:225:MET:HE3 1:0:228|A|:ARG:HB2 1.83 0.60
1:T:346:HIS:CE1 1:1:428:ASN:H 2.20 0.60
1:T:456:PHE:HA 1:T:459:TYR:CD2 2.37 0.60
1:Y:689:ASN:HB3 1:Y:697:GLN:HE21 1.67 0.60
1:d:689:ASN:HB3 1:d:697:GLN:HE21 1.67 0.60
1:p:456:PHE:HA 1:p:459:TYR:CD2 2.37 0.60
1:x:689:ASN:HB3 1:x:697:GLN:HE21 1.67 0.60
1:F:456:PHE:HA 1:F:459: TYR:CD2 2.37 0.60
1:K:346:HIS:CE1 1:8:428:ASN:H 2.20 0.60
1:L:456:PHE:HA 1:L:459:TYR:CD2 2.37 0.60
1:0:689:ASN:HB3 1:0:697:GLN:HE21 1.67 0.60
1:Q:689:ASN:HB3 1:Q:697:GLN:HE21 1.67 0.60
1:¢:689:ASN:HB3 1:¢:697:GLN:HE21 1.67 0.60
1:n:456:PHE:HA 1:n:459:TYR:CD2 2.37 0.60
1:2:456:PHE:HA 1:2:459:TYR:CD2 2.37 0.60
1:7:689:ASN:HB3 1:7:697:GLN:HE21 1.67 0.60
1:J:456:PHE:HA 1:J:459:TYR:CD2 2.37 0.59
1:0:456:PHE:HA 1:0:459:TYR:CD2 2.37 0.59
1:V:456:PHE:HA 1:V:459:TYR:CD2 2.37 0.59
1:X:689:ASN:HB3 1:X:697:GLN:HE21 1.67 0.59
1:d:456:PHE:HA 1:d:459: TYR:CD2 2.37 0.59
1:€:689:ASN:HB3 1:¢:697:GLN:HE21 1.67 0.59
1:1:456:PHE:HA 1:1:459:TYR:CD2 2.37 0.59
1:1:689:ASN:HB3 1:1:697:GLN:HE21 1.67 0.59
1:2:346:HIS:CE1 1:2:428:ASN:H 2.19 0.59
1:2:456:PHE:HA 1:2:459:TYR:CD2 2.37 0.59
1:5:456:PHE:HA 1:5:459:TYR:CD2 2.37 0.59
1:5:689:ASN:HB3 1:5:697:GLN:HE21 1.67 0.59
1:H:456:PHE:HA 1:H:459: TYR:CD2 2.37 0.59
1:M:269:TYR:HB3 1:M:633:LEU:HD23 1.85 0.59
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Atom-1 Atom-2 distance (A) overlap (A)

1:R:456:PHE:HA 1:R:459:TYR:CD2 2.37 0.59
1:h:269:TYR:HB3 1:h:633:LEU:HD23 1.85 0.59
1:y:456:PHE:HA 1:y:459:TYR:CD2 2.37 0.59
1:3:456:PHE:HA 1:3:459:TYR:CD2 2.37 0.59
1:8:689:ASN:HB3 1:8:697:GLN:HE21 1.67 0.59
1:B:346:HIS:CE1 1:1:428:ASN:H 2.20 0.59
1:F:269: TYR:HB3 1:F:633:LEU:HD23 1.85 0.59
1:N:456:PHE:HA 1:N:459:TYR:CD2 2.37 0.59
1:a:456:PHE:HA 1:a:459:TYR:CD2 2.37 0.59
1:y:269: TYR:HB3 1:y:633:LEU:HD23 1.85 0.59
1:1:269:TYR:HB3 1:1:633:LEU:HD23 1.85 0.59
1:B:269:TYR:HB3 1:B:633:LEU:HD23 1.85 0.59
1:G:456:PHE:HA 1:G:459:TYR:CD2 2.37 0.59
1:L:269:TYR:HB3 1:L:633:LEU:HD23 1.85 0.59
1:Q:406: TYR:OH 1:Q:627:ASN:O 2.21 0.59
1:T:269:TYR:HB3 1:T:633:LEU:HD23 1.85 0.59
1:T:406:TYR:OH 1:T:627:ASN:O 2.21 0.59
1:V:689:ASN:HB3 1:V:697:GLN:HE21 1.67 0.59
1:W:689:ASN:HB3 1:W:697:GLN:HE21 1.67 0.59
1:7:689:ASN:HB3 1:7:697:GLN:HE21 1.67 0.59
1:1:269:TYR:HB3 1:1:633:LEU:HD23 1.85 0.59
1:1:456:PHE:HA 1:1:459: TYR:CD2 2.37 0.59
1:p:689:ASN:HB3 1:p:697:GLN:HE21 1.67 0.59
1:q:456:PHE:HA 1:q:459:TYR:CD2 2.37 0.59
1:t:456:PHE:HA 1:t:459: TYR:CD2 2.37 0.59
1:u:456:PHE:HA 1:u:459: TYR:CD2 2.37 0.59
1:x:406:TYR:OH 1:x:627:ASN:O 2.21 0.59
1:y:689:ASN:HB3 1:y:697:GLN:HE21 1.67 0.59
1:2:269:TYR:HB3 1:2:633:LEU:HD23 1.85 0.59
1:5:269: TYR:HB3 1:5:633:LEU:HD23 1.85 0.59
1:7:269: TYR:HB3 1:7:633:LEU:HD23 1.85 0.59
1:8:269: TYR:HB3 1:8:633:LEU:HD23 1.85 0.59
1:H:269: TYR:HB3 1:H:633:LEU:HD23 1.85 0.99
1:1:269:TYR:HB3 1:1:633:LEU:HD23 1.85 0.59

1:K:428:ASN:H 1:a:346:HIS:CE1 2.21 0.59
1:0:406:TYR:OH 1:0:627:ASN:O 2.21 0.59
1:Y:269: TYR:HB3 1:Y:633:LEU:HD23 1.85 0.59
1:7:225:MET:HE3 1:7:228|A]:ARG:HB2 1.84 0.59
1:c:456:PHE:HA 1:¢:459:TYR:CD2 2.37 0.59
1:£:689:ASN:HB3 1:£:697:GLN:HE21 1.67 0.59
1:g:689:ASN:HB3 1:g:697:GLN:HE21 1.67 0.59
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:m:269:TYR:HB3 1:m:633:LEU:HD23 1.85 0.59
1:m:406:TYR:OH 1:m:627:ASN:O 2.21 0.59
1:u:269: TYR:HB3 1:u:633:LEU:HD23 1.85 0.59
1:3:269: TYR:HB3 1:3:633:LEU:HD23 1.85 0.59
1:3:689:ASN:HB3 1:3:697:GLN:HE21 1.67 0.59
1:4:456:PHE:HA 1:4:459:TYR:CD2 2.37 0.59
1:C:689:ASN:HB3 1:C:697:GLN:HE21 1.67 0.59
1:N:269:TYR:HB3 1:N:633:LEU:HD23 1.85 0.59
1:S:689:ASN:HB3 1:S:697:GLN:HE21 1.67 0.59
1:T:689:ASN:HB3 1:T:697:GLN:HE21 1.67 0.59
1:7:269: TYR:HB3 1:7:633:LEU:HD23 1.85 0.59
1:a:269: TYR:HB3 1:a:633:LEU:HD23 1.85 0.959
1:e:456:PHE:HA 1:¢:459:TYR:CD2 2.37 0.59
1:j:686: TYR:HE1 1:j:710[A]:ARG:NH2 2.01 0.59
1:1:406: TYR:OH 1:1:627:ASN:O 2.21 0.59
1:q:406: TYR:OH 1:q:627:ASN:O 2.21 0.59
1:w:269:TYR:HB3 1:w:633:LEU:HD23 1.85 0.59
1:1:689:ASN:HB3 1:1:697:GLN:HE21 1.67 0.59
1:6:689:ASN:HB3 1:6:697:GLN:HE21 1.67 0.59
1:B:689:ASN:HB3 1:B:697:GLN:HE21 1.67 0.59
1:C:406:TYR:OH 1:C:627:ASN:O 2.21 0.59
1:F:689:ASN:HB3 1:F:697:GLN:HE21 1.67 0.59
1:G:406:TYR:OH 1:G:627:ASN:O 2.21 0.59
1:1:456:PHE:HA 1:1:459:TYR:CD2 2.37 0.59
1:K:406: TYR:OH 1:K:627:ASN:O 2.21 0.59
1:K:456:PHE:HA 1:K:459:TYR:CD2 2.37 0.59
1:V:269: TYR:HB3 1:V:633:LEU:HD23 1.85 0.59
1:b:689:ASN:HB3 1:b:697:GLN:HE21 1.67 0.59
1:£:269: TYR:HB3 1:1:633:LEU:HD23 1.85 0.59
1:g:406: TYR:OH 1:g:627:ASN:O 2.21 0.59
1:5:406: TYR:OH 1:5:627:ASN:O 2.21 0.59
1:5:689:ASN:HB3 1:5:697:GLN:HE21 1.67 0.59
1:4:406: TYR:OH 1:4:627:ASN:O 2.21 0.59
1:C:456:PHE:HA 1:C:459:TYR:CD2 2.37 0.59
1:E:269: TYR:HB3 1:E:633:LEU:HD23 1.85 0.59
1:R:406:TYR:OH 1:R:627:ASN:O 2.21 0.59
1:U:406: TYR:OH 1:U:627:ASN:O 2.21 0.59
1:W:269: TYR:HB3 1:W:633:LEU:HD23 1.85 0.59
1:a4:689:ASN:HB3 1:a:697:GLN:HE21 1.67 0.59
1:d:269: TYR:HB3 1:d:633:LEU:HD23 1.85 0.59
1:g:456:PHE:HA 1:2:459:TYR:CD2 2.37 0.59
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Atom-1 Atom-2 distance (A) overlap (A)

1:m:689:ASN:HB3 1:m:697:GLN:HE21 1.67 0.59
1:n:269:TYR:HB3 1:n:633:LEU:HD23 1.85 0.59
1:p:269:TYR:HB3 1:p:633:LEU:HD23 1.85 0.59
1:x:456:PHE:HA 1:x:459:TYR:CD2 2.37 0.59
1:5:686: TYR:HE1 1:5:710[A]:ARG:NH2 2.01 0.59
1:7:456:PHE:HA 1:7:459:TYR:CD2 2.37 0.59
1:E:456:PHE:HA 1:E:459:TYR:CD2 2.37 0.59
1:E:689:ASN:HB3 1:E:697:GLN:HE21 1.67 0.59
1:Q:456:PHE:HA 1:Q:459:TYR:CD2 2.37 0.59
1:U:689:ASN:HB3 1:U:697:GLN:HE21 1.67 0.59
1:Y:456:PHE:HA 1:Y:459: TYR:CD2 2.37 0.59
1:b:269: TYR:HB3 1:b:633:LEU:HD23 1.85 0.59
1:1:689:ASN:HB3 1:r:697:GLN:HE21 1.67 0.59
1:t:269: TYR:HB3 1:t:633:LEU:HD23 1.85 0.59
1:t:406: TYR:OH 1:t:627:ASN:O 2.21 0.59
1:2:406: TYR:OH 1:2:627:ASN:O 2.21 0.59
1:2:269: TYR:HB3 1:2:633:LEU:HD23 1.85 0.59
1:6:269: TYR:HB3 1:6:633:LEU:HD23 1.85 0.59
1:L:406:TYR:OH 1:L:627:ASN:O 2.21 0.59
1:P:456:PHE:HA 1:P:459:TYR:CD2 2.37 0.59
1:S:456:PHE:HA 1:S:459:TYR:CD2 2.37 0.59
1:1:689:ASN:HB3 1:1:697:GLN:HE21 1.67 0.59
1:0:269: TYR:HB3 1:0:633:LEU:HD23 1.85 0.59
1:0:456:PHE:HA 1:0:459:TYR:CD2 2.37 0.59
1:5:456:PHE:HA 1:5:459: TYR:CD2 2.37 0.59
1:w:456:PHE:HA 1:w:459:TYR:CD2 2.37 0.59
1:w:689:ASN:HB3 1:w:697:GLN:HE21 1.67 0.59

1:x:687:THR:O 1:x:710[A]:ARG:NH1 2.34 0.59
1:C:269:TYR:HB3 1:C:633:LEU:HD23 1.85 0.58
1:R:269:TYR:HB3 1:R:633:LEU:HD23 1.85 0.58
1:X:269: TYR:HB3 1:X:633:LEU:HD23 1.85 0.58
1:X:456:PHE:HA 1:X:459: TYR:CD2 2.37 0.58
1:2:269: TYR:HB3 1:g:633:LEU:HD23 1.85 0.58
1:k:269:TYR:HB3 1:k:633:LEU:HD23 1.85 0.58
1:G:269:TYR:HB3 1:G:633:LEU:HD23 1.85 0.58
1:J:269: TYR:HB3 1:J:633:LEU:HD23 1.85 0.58
1:M:406:TYR:OH 1:M:627:ASN:O 2.21 0.58
1:N:689:ASN:HB3 1:N:697:GLN:HE21 1.67 0.58
1:U:456:PHE:HA 1:U:459: TYR:CD2 2.37 0.58
1:7:406:TYR:OH 1:7:627:ASN:O 2.21 0.58
1:j:456:PHE:HA 1:j:459:TYR:CD2 2.37 0.58
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:0:406: TYR:OH 1:0:627:ASN:O 2.21 0.58
1:q:269: TYR:HB3 1:q:633:LEU:HD23 1.85 0.58
1:r:456:PHE:HA 1:1:459:TYR:CD2 2.37 0.58
1:w:346:HIS:CE1 1:y:428:ASN:H 2.21 0.58
1:A:269:TYR:HB3 1:A:633:LEU:HD23 1.85 0.58
1:A:456:PHE:HA 1:A:459:TYR:CD2 2.37 0.58
1:D:269: TYR:HB3 1:D:633:LEU:HD23 1.85 0.58
1:K:269:TYR:HB3 1:K:633:LEU:HD23 1.85 0.58
1:h:406:TYR:OH 1:h:627:ASN:O 2.21 0.58
1:q:689:ASN:HB3 1:q:697:GLN:HE21 1.67 0.58
1:v:269: TYR:HB3 1:v:633:LEU:HD23 1.85 0.58
1:2:689:ASN:HB3 1:2z:697:GLN:HE21 1.67 0.58
1:1:406: TYR:OH 1:1:627:ASN:O 2.21 0.58
1:4:269:TYR:HB3 1:4:633:LEU:HD23 1.85 0.58
1:B:406:TYR:OH 1:B:627:ASN:O 2.21 0.58
1:1:689:ASN:HB3 1:1L:697:GLN:HE21 1.67 0.58
1:X:406: TYR:OH 1:X:627:ASN:O 2.21 0.58
1:£:456:PHE:HA 1:£:459: TYR:CD2 2.37 0.58
1:1:269:TYR:HB3 1:1:633:LEU:HD23 1.85 0.58
1:r:406: TYR:OH 1:1:627:ASN:O 2.21 0.58
1:R:689:ASN:HB3 1:R:697:GLN:HE21 1.67 0.58
1:S:406: TYR:OH 1:S:627:ASN:O 2.21 0.58
1:Y:406: TYR:OH 1:Y:627:ASN:O 2.21 0.58
1:1:406: TYR:OH 1:1:627:ASN:O 2.21 0.58
1:v:456:PHE:HA 1:v:459:TYR:CD2 2.37 0.58
1:D:406:TYR:OH 1:D:627:ASN:O 2.21 0.58
1:N:406: TYR:OH 1:N:627:ASN:O 2.21 0.58
1:S:269: TYR:HB3 1:S:633:LEU:HD23 1.85 0.58
1:a:406: TYR:OH 1:a:627:ASN:O 2.21 0.58
1:b:456:PHE:HA 1:b:459:TYR:CD2 2.37 0.58
1:k:406: TYR:OH 1:k:627:ASN:O 2.21 0.58
1:7:406: TYR:OH 1:7:627:ASN:O 2.21 0.58
1:J:406:TYR:OH 1:J:627:ASN:O 2.21 0.58
1:t:346:HIS:CE1 1:v:428:ASN:H 2.21 0.58
1:t:689:ASN:HB3 1:t:697:GLN:HE21 1.67 0.58
1:2:406: TYR:OH 1:2:627:ASN:O 2.21 0.58
1:3:406: TYR:OH 1:3:627:ASN:O 2.21 0.58
1:G:689:ASN:HB3 1:G:697:GLN:HE21 1.67 0.58
1:y:406: TYR:OH 1:y:627:ASN:O 2.21 0.58
1:E:406:TYR:OH 1:E:627:ASN:O 2.21 0.58
1:T:428:ASN:H 1:d:346:HIS:CE1 2.21 0.58
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:u:428:ASN:H 1:v:346:HIS:CE1 2.22 0.58
1:j:406: TYR:OH 1:3:627:ASN:O 2.21 0.58
1:H:346:HIS:CE1 1:Y:428:ASN:H 2.22 0.57
1:w:406: TYR:OH 1:w:627:ASN:O 2.21 0.57
1:A:406:TYR:OH 1:A:627:ASN:O 2.21 0.57
1:F:406: TYR:OH 1:F:627:ASN:O 2.21 0.57
1:M:346:HIS:CE1 1:b:428:ASN:H 2.23 0.57
1:P:406: TYR:OH 1:P:627:ASN:O 2.21 0.57
1:1:428:ASN:H 1:h:346:HIS:CE1 2.23 0.57
1:£:689:ASN:N 1:£:710[A]:ARG:HH11 2.02 0.57
1:H:428:ASN:H 1:W:346:HIS:CE1 2.23 0.57
1:L:596:ASP:0OD1 1:L:597:ILE:N 2.38 0.57
1:Q:269:TYR:HB3 1:Q:633:LEU:HD23 1.85 0.57
1:U:269: TYR:HB3 1:U:633:LEU:HD23 1.85 0.57
1:£:596:ASP:OD1 1:£:597:ILE:N 2.38 0.57
1:v:406: TYR:OH 1:v:627:ASN:O 2.21 0.57
1:x:428:ASN:H 1:y:346:HIS:CE1 2.22 0.57
1:2:596:ASP:OD1 1:z:597:ILE:N 2.38 0.57
1:5:428:ASN:H 1:6:346:HIS:CE1 2.22 0.57
1:D:596:ASP:OD1 1:D:597:ILE:N 2.38 0.57
1:S:596:ASP:0OD1 1:S:597:ILE:N 2.38 0.57
1:V:406: TYR:OH 1:V:627:ASN:O 2.21 0.57
1:W:596:ASP:OD1 1:W:597:ILE:N 2.38 0.57
1:b:596:ASP:0OD1 1:b:597:1ILE:N 2.38 0.57
1:d:709:ASP:C 1:d:710[B]:ARG:HG2 2.30 0.57
1:1:269:TYR:HB3 1:1:633:LEU:HD23 1.85 0.57
1:1:596:ASP:0OD1 1:1:597:ILE:N 2.38 0.57
1:p:406:TYR:OH 1:p:627:ASN:O 2.21 0.57
1:1:596:ASP:0OD1 1:r:597:ILE:N 2.38 0.57
1:5:269:TYR:HB3 1:5:633:LEU:HD23 1.85 0.57
1:u:406:TYR:OH 1:u:627:ASN:O 2.21 0.57
1:3:596:ASP:OD1 1:3:597:ILE:N 2.38 0.57
1:M:596:ASP:0OD1 1:M:597:ILE:N 2.38 0.57
1:0:596:ASP:OD1 1:0:597:1ILE:N 2.38 0.57
1:P:269:TYR:HB3 1:P:633:LEU:HD23 1.85 0.57
1:a:596:ASP:OD1 1:a:597:ILE:N 2.38 0.57
1:¢:269: TYR:HB3 1:¢:633:LEU:HD23 1.85 0.57
1:j:269: TYR:HB3 1:j:633:LEU:HD23 1.85 0.57
1:k:596:ASP:OD1 1:k:597:ILE:N 2.38 0.57
1:n:596:ASP:0OD1 1:n:597:ILE:N 2.38 0.57
1:6:596:ASP:OD1 1:6:597:ILE:N 2.38 0.57
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)

1:A:596:ASP:OD1 1:A:597:ILE:N 2.38 0.57
1:0:269:TYR:HB3 1:0:633:LEU:HD23 1.85 0.57
1:P:596:ASP:0OD1 1:P:597:ILE:N 2.38 0.57
1:U:596:ASP:0OD1 1:U:597:ILE:N 2.38 0.57
1:d:596:ASP:0OD1 1:d:597:ILE:N 2.38 0.57
1:¢:269: TYR:HB3 1:e:633:LEU:HD23 1.85 0.57
1:h:596:ASP:0OD1 1:h:597.ILE:N 2.38 0.57
1:j:428:ASN:H 1:k:346:HIS:CE1 2.22 0.57
1:j:596:ASP:0OD1 1:j:597:ILE:N 2.38 0.57
1:5:596:ASP:OD1 1:8:597:1ILE:N 2.38 0.57
1:v:596:ASP:0OD1 1:v:597:ILE:N 2.38 0.57
1:x:269: TYR:HB3 1:x:633:LEU:HD23 1.85 0.57
1:5:406: TYR:OH 1:5:627:ASN:O 2.21 0.57
1:G:596:ASP:OD1 1:G:597:ILE:N 2.38 0.57
1:N:428:ASN:H 1:P:346:HIS:CE1 2.22 0.57
1:V:481:ASN:HB3 1:X:441: THR:HG21 1.87 0.57
1:t:596:ASP:OD1 1:4:597:ILE:N 2.38 0.57
1:2:347:GLU:OE2 1:2:450:LYS:NZ 2.29 0.57
1:E:596:ASP:0OD1 1:E:597:ILE:N 2.38 0.57
1:H:596:ASP:OD1 1:H:597:ILE:N 2.38 0.57
1:1:406: TYR:OH 1:1:627:ASN:O 2.21 0.57
1:W:406:TYR:OH 1:W:627:ASN:O 2.21 0.57
1:d:406:TYR:OH 1:d:627:ASN:O 2.21 0.57
1:¢:406: TYR:OH 1:¢:627:ASN:O 2.21 0.57
1:t:690|B]:PHE:CZ 1:5:684:ILE:HG23 2.40 0.57
1:1:229:VAL:HG13 1:1:670: TRP:HB2 1.87 0.57
1:B:229:VAL:HG13 1:B:670: TRP:HB2 1.87 0.57
1:H:406:TYR:OH 1:H:627:ASN:O 2.21 0.57
1:¢:596:ASP:0OD1 1:¢:597:ILE:N 2.38 0.57
1:¢:596:ASP:0OD1 1:e:597:ILE:N 2.38 0.57
1:3:684:ILE:HG23 1:w:690|B|:PHE:CZ 2.40 0.57
1:n:406:TYR:OH 1:n:627:ASN:O 2.21 0.57
1:w:596:ASP:0OD1 1:w:597:ILE:N 2.38 0.57
1:5:596:ASP:OD1 1:5:597:ILE:N 2.38 0.57
1:6:406: TYR:OH 1:6:627:ASN:O 2.21 0.57
1:1:596:ASP:OD1 1:1:597:ILE:N 2.38 0.57
1:J:450:LYS:NZ 1:L:347:GLU:OE2 2.28 0.57
1:Q:229:VAL:HG13 1:Q:670: TRP:HB2 1.87 0.57
1:Y:596:ASP:OD1 1:Y:597:ILE:N 2.38 0.57
1:4:596:ASP:0OD1 1:4:597:ILE:N 2.38 0.57
1:8:406: TYR:OH 1:8:627:ASN:O 2.21 0.57
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Atom-1 Atom-2 distance (A) overlap (A)

1:K:596:ASP:OD1 1:K:597:ILE:N 2.38 0.56
1:¢:406: TYR:OH 1:¢:627:ASN:O 2.21 0.56
1:¢:689:ASN:N 1:c:710[A]:ARG:HH11 2.02 0.56
1:7:596:ASP:OD1 1:7:597:ILE:N 2.38 0.56
1:A:346:HIS:CE1 1:1:428:ASN:H 2.23 0.56
1:u:687:THR:O 1:w:710[A]:ARG:NH1 2.34 0.56
1:x:229:VAL:HG13 1:x:670: TRP:HB2 1.87 0.56
1:3:687:THR:O 1:3:710[A]:ARG:NH1 2.38 0.56
1:B:311:VAL:HG22 1:B:320:ILE:HG12 1.88 0.56
1:B:596:ASP:OD1 1:B:597:ILE:N 2.38 0.56
1:D:346:HIS:CE1 1:P:428:ASN:H 2.23 0.56
1:J:596:ASP:OD1 1:J:597:ILE:N 2.38 0.56
1:K:229:VAL:HG13 1:K:670: TRP:HB2 1.87 0.56
1:T:229:VAL:HG13 1:T:670: TRP:HB2 1.87 0.56
1:Y:311:VAL:HG22 1:Y:320:ILE:HG12 1.88 0.56
1:7:596:ASP:0OD1 1:7Z:597:ILE:N 2.38 0.56
1:a:709:ASP:C 1:a:710[|B]:ARG:HG2 2.30 0.56
1:¢:311:VAL:HG22 1:¢:320:ILE:HG12 1.88 0.56
1:d:686:TYR:CE1 1:d:710[B]:ARG:NH2 2.73 0.56
1:e:311:VAL:HG22 1:e:320:ILE:HG12 1.88 0.56
1:h:686:TYR:HE1 1:h:710[A|:ARG:NH2 2.03 0.56
1:m:229:VAL:HG13 1:m:670: TRP:HB2 1.87 0.56
1:q:690|B|:PHE:CZ 1:x:684:1LE:HG23 2.41 0.56
1:u:596:ASP:0OD1 1:u:597:1ILE:N 2.38 0.56
1:y:596:ASP:OD1 1:y:597:ILE:N 2.38 0.56
1:1:311:VAL:HG22 1:1:320:ILE:HG12 1.88 0.56
1:4:229:VAL:HG13 1:4:670: TRP:HB2 1.87 0.56
1:7:686: TYR:CE1 1:7:710[B]:ARG:NH2 2.73 0.56
1:8:596:ASP:OD1 1:8:597:ILE:N 2.38 0.56
1:C:596:ASP:0OD1 1:C:597:1ILE:N 2.38 0.56
1:F:346:HIS:CE1 1:Q:428:ASN:H 2.23 0.56
1:F:596:ASP:0OD1 1:F:597:ILE:N 2.38 0.56
1:T:311:VAL:HG22 1:T:320:1ILE:HG12 1.88 0.56
1:V:596:ASP:OD1 1:V:597:ILE:N 2.38 0.56
1:W:229:VAL:HG13 1:W:670: TRP:HB2 1.87 0.56
1:a:690[B|:PHE:CZ 1:3:684:ILE:HG23 2.41 0.56
1:0:229:VAL:HG13 1:0:670: TRP:HB2 1.87 0.56
1:u:684:ILE:HG23 1:1:690|B|:PHE:CZ 2.41 0.56
1:x:596:ASP:0OD1 1:x:597:ILE:N 2.38 0.56
1:1:596:ASP:0OD1 1:1:597:ILE:N 2.38 0.56
1:7:311:VAL:HG22 1:7:320:ILE:HG12 1.88 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:229:VAL:HG13 1:A:670: TRP:HB2 1.87 0.56
1:B:481:ASN:HB3 1:1L:441: THR:HG21 1.87 0.56
1:C:229:VAL:HG13 1:C:670: TRP:HB2 1.87 0.56
1:Q:596:ASP:0OD1 1:Q:597:1LE:N 2.38 0.56
1:a:311:VAL:HG22 1:a:320:ILE:HG12 1.88 0.56
1:a:686: TYR:CE1 1:a:710[B]:ARG:NH2 2.73 0.56
1:¢:428:ASN:H 1:0:346:HIS:CE1 2.23 0.56
1:¢:229:VAL:HG13 1:g:670: TRP:HB2 1.87 0.56
1:g:596:ASP:OD1 1:g:597:ILE:N 2.38 0.56
1:1:225:MET:HE3 1::228|A|:ARG:HB2 1.87 0.56
1:1:311:VAL:HG22 1:1:320:ILE:HG12 1.88 0.56
1:m:311:VAL:HG22 1:m:320:ILE:HG12 1.88 0.56
1:n:229:VAL:HG13 1:n:670: TRP:HB2 1.87 0.56
1:n:687:THR:O 1:n:710[A]:ARG:NH1 2.38 0.56
1:0:686: TYR:HE1 1:0:710[A]:ARG:NH2 2.03 0.56
1:p:596:ASP:OD1 1:p:597:1LE:N 2.38 0.56
1:v:229:VAL:HG13 1:v:670: TRP:HB2 1.87 0.56
1:2:596:ASP:OD1 1:2:597:ILE:N 2.38 0.56
1:3:311: VAL:HG22 1:3:320:ILE:HG12 1.88 0.56
1:6:229:VAL:HG13 1:6:670: TRP:HB2 1.87 0.56
1:6:311:VAL:HG22 1:6:320:ILE:HG12 1.88 0.56
1:A:311:VAL:HG22 1:A:320:ILE:HG12 1.88 0.56
1:N:596:ASP:0OD1 1:N:597:ILE:N 2.38 0.56
1:P:229:VAL:HG13 1:P:670: TRP:HB2 1.87 0.56
1:P:367: THR:HG22 1:P:368:LEU:N 2.21 0.56
1:R:596:ASP:0OD1 1:R:597:ILE:N 2.38 0.56
1:W:311:VAL:HG22 1:W:320:ILE:HG12 1.88 0.56
1:X:229:VAL:HG13 1:X:670: TRP:HB2 1.87 0.56
1:b:406:TYR:OH 1:b:627:ASN:O 2.21 0.56
1:d:229:VAL:HG13 1:d:670: TRP:HB2 1.87 0.56
1:F:229:VAL:HG13 1:F:670: TRP:HB2 1.87 0.56
1:N:311:VAL:HG22 1:N:320:ILE:HG12 1.88 0.56
1:a4:229:VAL:HG13 1:a:670: TRP:HB2 1.87 0.56
1:1:596:ASP:0OD1 1:1:597:ILE:N 2.38 0.56
1:3:229:VAL:HG13 1:j:670: TRP:HB2 1.87 0.56
1:q:596:ASP:OD1 1:q:597:1LE:N 2.38 0.56
1:5:686:TYR:CE1 1:s:710[B]:ARG:NH2 2.74 0.56
1:v:311:VAL:HG22 1:v:320:ILE:HG12 1.88 0.56
1:2:311:VAL:HG22 1:2:320:1ILE:HG12 1.88 0.56
1:D:367: THR:HG22 1:D:368:LEU:N 2.21 0.56
1:F:311:VAL:HG22 1:F:320:ILE:HG12 1.88 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:L:311:VAL:HG22 1:L:320:ILE:HG12 1.88 0.56
1:R:229:VAL:HG13 1:R:670: TRP:HB2 1.87 0.56
1:1:406: TYR:OH 1:£:627:ASN:O 2.21 0.56
1:j:367: THR:HG22 1:j:368:LEU:N 2.21 0.56
1:m:596:ASP:0OD1 1:m:597:ILE:N 2.38 0.56
1:q:229:VAL:HG13 1:q:670: TRP:HB2 1.87 0.56
1:5:229:VAL:HG13 1:5:670: TRP:HB2 1.87 0.56
1:5:311:VAL:HG22 1:5:320:ILE:HG12 1.88 0.56
1:8:229:VAL:HG13 1:8:670: TRP:HB2 1.87 0.56
1:C:481:ASN:HB3 1:M:441: THR:HG21 1.87 0.56
1:G:229:VAL:HG13 1:G:670: TRP:HB2 1.87 0.56
1:G:367: THR:HG22 1:G:368:LEU:N 2.21 0.56
1:H:229:VAL:HG13 1:H:670: TRP:HB2 1.87 0.56
1:H:311:VAL:HG22 1:H:320:1LE:HG12 1.88 0.56
1:K:311:VAL:HG22 1:K:320:ILE:HG12 1.88 0.56
1:N:229:VAL:HG13 1:N:670: TRP:HB2 1.87 0.56
1:U:367:- THR:HG22 1:U:368:LEU:N 2.21 0.56
1:X:311:VAL:HG22 1:X:320:ILE:HG12 1.88 0.56
1:X:367:- THR:HG22 1:X:368:LEU:N 2.21 0.56
1:7:229:VAL:HG13 1:7:670: TRP:HB2 1.87 0.56
1:7:311:VAL:HG22 1:7:320:ILE:HG12 1.88 0.56
1:7:367:-THR:HG22 1:7:368:LEU:N 2.21 0.56
1:d:311:VAL:HG22 1:d:320:ILE:HG12 1.88 0.56
1:g:367:" THR:HG22 1:g:368:LEU:N 2.21 0.56
1:k:367: THR:HG22 1:k:368:LEU:N 2.21 0.56
1:5:367:THR:HG22 1:5:368:LEU:N 2.21 0.56
1:t:367:- THR:HG22 1:4:368:LEU:N 2.21 0.56
1:y:229:VAL:HG13 1:y:670: TRP:HB2 1.87 0.56
1:y:311:VAL:HG22 1:y:320:ILE:HG12 1.88 0.56
1:3:229:VAL:HG13 1:3:670: TRP:HB2 1.87 0.56
1:4:311:VAL:HG22 1:4:320:ILE:HG12 1.88 0.56
1:5:346:HIS:CE1 1:7:428:ASN:H 2.24 0.56
1:8:367: THR:HG22 1:8:368:LEU:N 2.21 0.56
1:C:311:VAL:HG22 1:C:320:ILE:HG12 1.88 0.56
1:C:367:-THR:HG22 1:C:368:LEU:N 2.21 0.56
1:D:341:1LE:H 1:D:631:GLN:HE22 1.54 0.56
1:G:432:ASP:HB2 1:G:452:GLY:HA3 1.88 0.56
1:T:596:ASP:0OD1 1:T:597:ILE:N 2.38 0.56
1:T:687:THR:O 1:T:710[A]:ARG:NH1 2.39 0.56
1:X:596:ASP:OD1 1:X:597:ILE:N 2.38 0.56
1:i:686: TYR:CEL1 1:1:710|B]:ARG:NH2 2.73 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:k:341:1ILE:H 1:k:631:GLN:HE22 1.54 0.56
1:n:311:VAL:HG22 1:n:320:ILE:HG12 1.88 0.56
1:0:311:VAL:HG22 1:0:320:ILE:HG12 1.88 0.56
1:0:367:- THR:HG22 1:0:368:LEU:N 2.21 0.56
1:0:596:ASP:OD1 1:0:597:ILE:N 2.38 0.56
1:J:311:VAL:HG22 1:J:320:ILE:HG12 1.88 0.55
1:P:432:ASP:HB2 1:P:452:GLY:HA3 1.89 0.55
1:Y:341:1LE:H 1:Y:631:GLN:HE22 1.55 0.55
1:d:690(B|:PHE:CZ 1:n:684:ILE:HG23 2.41 0.55
1:1:229:VAL:HG13 1:1:670: TRP:HB2 1.87 0.55
1:j:432:ASP:HB2 1:j:452:GLY:HA3 1.89 0.55
1:5:311:VAL:HG22 1:5:320:ILE:HG12 1.88 0.55
1:t:229:VAL:HG13 1::670: TRP:HB2 1.87 0.55
1:t:432:ASP:HB2 1:t:452:GLY:HA3 1.89 0.55
1:2:229:VAL:HG13 1:2:670: TRP:HB2 1.87 0.55
1:7:341:1LE:H 1:7:631:GLN:HE22 1.55 0.55
1:8:311:VAL:HG22 1:8:320:ILE:HG12 1.88 0.55
1:D:229:VAL:HG13 1:D:670: TRP:HB2 1.87 0.55
1:J:229:VAL:HG13 1:J:670: TRP:HB2 1.87 0.55
1:V:432:ASP:HB2 1:V:452:GLY:HA3 1.89 0.55
1:X:346:HIS:CE1 1:€:428:ASN:H 2.23 0.55
1:c:341:1ILE:H 1:¢:631:GLN:HE22 1.55 0.55
1:g:311:VAL:HG22 1:g:320:ILE:HG12 1.88 0.55
1:1:367: THR:HG22 1:1:368:LEU:N 2.21 0.55
1:2:311:VAL:HG22 1:2:320:ILE:HG12 1.88 0.55
1:3:346:HIS:CE1 1:4:428:ASN:H 2.24 0.55
1:3:432:ASP:HB2 1:3:452:GLY:HA3 1.89 0.55
1:D:481:ASN:HB3 1:P:441: THR:HG21 1.88 0.55
1:F:367: THR:HG22 1:F:368:LEU:N 2.21 0.55
1:H:432:ASP:HB2 1:H:452:GLY:HA3 1.89 0.55
1:0:229:VAL:HG13 1:0:670: TRP:HB2 1.87 0.55
1:R:432:ASP:HB2 1:R:452:GLY:HA3 1.89 0.55
1:S:229:VAL:HG13 1:S:670: TRP:HB2 1.87 0.55
1:T:367:-THR:HG22 1:T:368:LEU:N 2.21 0.55
1:U:311:VAL:HG22 1:U:320:ILE:HG12 1.88 0.55
1:a:432:ASP:HB2 1:a:452:GLY:HA3 1.89 0.55
l:e:341:ILE:H 1::631:GLN:HE22 1.55 0.55
1:£:311: VAL:HG22 1:£:320:ILE:HG12 1.88 0.55
1:h:311:VAL:HG22 1:h:320:ILE:HG12 1.88 0.55
1:h:686:TYR:CE1 1:h:710[B]:ARG:NH2 2.75 0.55
1:k:229:VAL:HG13 1:k:670: TRP:HB2 1.87 0.55
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:1:229:VAL:HG13 1:1:670: TRP:HB2 1.87 0.55
1:m:367: THR:HG22 1:m:368:LEU:N 2.21 0.55
1:n:432:ASP:HB2 1:n:452:GLY:HA3 1.89 0.55
1:p:432: ASP:HB2 1:p:452:GLY:HA3 1.89 0.55
1:q:432:ASP:HB2 1:q:452:GLY:HA3 1.89 0.55
1:1:229:VAL:HG13 1:r:670: TRP:HB2 1.87 0.55
1:5:432:ASP:HB2 1:5:452:GLY:HA3 1.89 0.55
1:y:367:THR:HG22 1:y:368:LEU:N 2.21 0.55
1:5:432:ASP:HB2 1:5:452:GLY:HA3 1.89 0.55
1:7:225:MET:HE3 1:7:228[A]:ARG:HB2 1.87 0.55
1:A:367:- THR:HG22 1:A:368:LEU:N 2.21 0.55
1:J:367:-THR:HG22 1:J:368:LEU:N 2.21 0.55
1:K:432:ASP:HB2 1:K:452:GLY:HA3 1.89 0.55
1:P:311:VAL:HG22 1:P:320:ILE:HG12 1.88 0.55
1:Q:311:VAL:HG22 1:Q:320:ILE:HG12 1.88 0.55
1:R:311:VAL:HG22 1:R:320:ILE:HG12 1.88 0.55
1:U:229:VAL:HG13 1:U:670: TRP:HB2 1.87 0.55
1:U:432:ASP:HB2 1:U:452:GLY:HA3 1.89 0.55
1:V:311:VAL:HG22 1:V:320:ILE:HG12 1.88 0.55
1:d:432:ASP:HB2 1:d:452:GLY:HA3 1.89 0.55
1:0:341:ILE:H 1:0:631:GLN:HE22 1.55 0.55
1:0:686:TYR:CE1 1:0:710[B]:ARG:NH2 2.75 0.55
1:x:311: VAL:HG22 1:x:320:1ILE:HG12 1.88 0.55
1:4:432:ASP:HB2 1:4:452:GLY:HA3 1.89 0.55
1:1:311:VAL:HG22 1:1:320:ILE:HG12 1.88 0.55
1:X:341:ILE:H 1:X:631:GLN:HE22 1.55 0.5
1:b:311:VAL:HG22 1:b:320:ILE:HG12 1.88 0.55
1:¢:432:ASP:HB2 1:¢:452:GLY:HA3 1.89 0.55
1:e:432:ASP:HB2 1:e:452:GLY:HA3 1.89 0.55
1:1:432:ASP:HB2 1:1:452:GLY:HA3 1.89 0.55
1:h:229:VAL:HG13 1:h:670: TRP:HB2 1.87 0.55
1:h:686: TYR:HE1 1:h:710[B]:ARG:NH2 2.05 0.55
1:3:311: VAL:HG22 1:j:320:1ILE:HG12 1.88 0.55
1:0:686: TYR:HE1 1:0:710[B]:ARG:NH2 2.05 0.55
1:p:311:VAL:HG22 1:p:320:ILE:HG12 1.88 0.55
1:q:346:HIS:CE1 1:5:428:ASN:H 2.25 0.55
1:5:229:VAL:HG13 1:5:670: TRP:HB2 1.87 0.55
1:u:311:VAL:HG22 1:u:320:ILE:HG12 1.88 0.55
1:v:367:THR:HG22 1:v:368:LEU:N 2.21 0.9
1:2:686: TYR:CE1 1:2:710|B]:ARG:NH2 2.74 0.55
1:1:432:ASP:HB2 1:1:452:GLY:HA3 1.89 0.55
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Atom-1 Atom-2 distance (A) overlap (A)

1:1:686: TYR:HD1 1:1:710[B]:ARG:NH2 2.05 0.55
1:8:341:ILE:H 1:8:631:GLN:HE22 1.54 0.55
1:B:432:ASP:HB2 1:B:452:GLY:HA3 1.89 0.55
1:D:311:VAL:HG22 1:D:320:ILE:HG12 1.88 0.55
1:1:229:VAL:HG13 1:1:670: TRP:HB2 1.87 0.55
1:M:229:VAL:HG13 1:M:670: TRP:HB2 1.87 0.55
1:M:311:VAL:HG22 1:M:320:ILE:HG12 1.88 0.55
1:R:341:1ILE:H 1:R:631:GLN:HE22 1.54 0.55
1:V:229:VAL:HG13 1:V:670: TRP:HB2 1.87 0.55
1:W:341:1LE:H 1:W:631:GLN:HE22 1.54 0.55
1:Y:229:VAL:HG13 1:Y:670: TRP:HB2 1.87 0.55
1:b:432:ASP:HB2 1:b:452:GLY:HA3 1.89 0.55
1:1:428:ASN:H 1:j:346:HIS:CE1 2.24 0.55
1:k:311:VAL:HG22 1:k:320:ILE:HG12 1.88 0.55
1:p:229:VAL:HG13 1:p:670: TRP:HB2 1.87 0.55
1:q:311:VAL:HG22 1:q:320:ILE:HG12 1.88 0.55
1:s:341:1LE:H 1:5:631:GLN:HE22 1.55 0.55
1:2:367:- THR:HG22 1:2:368:LEU:N 2.21 0.55
1:7:229:VAL:HG13 1:7:670: TRP:HB2 1.87 0.55
1:B:341:ILE:H 1:B:631:GLN:HE22 1.54 0.5
1:C:432:ASP:HB2 1:C:452:GLY:HA3 1.89 0.55
1:G:311:VAL:HG22 1:G:320:ILE:HG12 1.88 0.55
1:1:229:VAL:HG13 1:L:670: TRP:HB2 1.87 0.55
1:L:341:ILE:H 1:1L:631: GLN:HE22 1.54 0.55
1:N:432:ASP:HB2 1:N:452:GLY:HA3 1.89 0.55
1:Y:432:ASP:HB2 1:Y:452:GLY:HA3 1.89 0.55
1:7:341:1ILE:H 1:7:631:GLN:HE22 1.55 0.55
1:g:341:1LE:H 1:g:631:GLN:HE22 1.54 0.55
1:g:432:ASP:HB2 1:2:452:GLY:HA3 1.89 0.55
1:1:432:ASP:HB2 1:1:452:GLY:HA3 1.89 0.55
1:q:341:1LE:H 1:q:631:GLN:HE22 1.55 0.55
1:w:229:VAL:HG13 1:w:670: TRP:HB2 1.87 0.55
1:2:229:VAL:HG13 1:2:670: TRP:HB2 1.87 0.55
1:z:341:ILE:H 1:2:631:GLN:HE22 1.55 0.55
1:6:341:ILE:H 1:6:631:GLN:HE22 1.54 0.55
1:7:432:ASP:HB2 1:7:452:GLY:HA3 1.89 0.55
1:A:341:1ILE:H 1:A:631:GLN:HE22 1.54 0.55
1:E:229:VAL:HG13 1:E:670: TRP:HB2 1.87 0.55
1:N:341:ILE:H 1:N:631:GLN:HE22 1.55 0.9
1:0:428:ASN:H 1:m:346:HIS:CE1 2.25 0.55
1:Q:367: THR:HG22 1:Q:368:LEU:N 2.21 0.55
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Atom-1 Atom-2 distance (A) overlap (A)

1:R:481:ASN:HB3 1:U:441: THR:HG21 1.87 0.55
1:U:341:ILE:H 1:U:631:GLN:HE22 1.54 0.55
1:b:367: THR:HG22 1:b:368:LEU:N 2.21 0.55
1:£:367:- THR:HG22 1:£:368:LEU:N 2.21 0.55
1:1:341:1ILE:H 1:1:631:GLN:HE22 1.55 0.55
1:t:311:VAL:HG22 1:t:320:ILE:HG12 1.88 0.55
1:v:341:ILE:H 1:v:631:GLN:HE22 1.54 0.55
1:A:481:ASN:HB3 1:1:441: THR:HG21 1.89 0.55
1:C:341:1LE:H 1:C:631:GLN:HE22 1.54 0.55
1:E:341:1ILE:H 1:E:631:GLN:HE22 1.54 0.55
1:E:346:HIS:CE1 1:F:428:ASN:H 2.25 0.55
1:F:481:ASN:HB3 1:Q:441:THR:HG21 1.89 0.55
1:R:456:PHE:HA 1:R:459:TYR:HD2 1.72 0.9
1:Y:367:- THR:HG22 1:Y:368:LEU:N 2.21 0.55
1:h:690[B]:PHE:HZ 1:k:684:ILE:-HG23 1.72 0.55
1:k:456:PHE:HA 1:k:459:TYR:HD2 1.72 0.55
1:0:428:ASN:H 1:p:346:HIS:CE1 2.25 0.55
1:u:229:VAL:HG13 1:u:670: TRP:HB2 1.87 0.55
1:1:341:ILE:H 1:1:631:GLN:HE22 1.55 0.9
1:A:432:ASP:HB2 1:A:452:GLY:HA3 1.89 0.55
1:D:432:ASP:HB2 1:D:452:GLY:HA3 1.89 0.55
1:D:456:PHE:HA 1:D:459:TYR:HD2 1.72 0.55
1:E:432:ASP:HB2 1:E:452:GLY:HA3 1.89 0.55
1:7:428:ASN:H 1:4:346:HIS:CE1 2.25 0.55
1:£:456:PHE:HA 1:£:459: TYR:HD2 1.72 0.55
1:h:432:ASP:HB2 1:h:452:GLY:HA3 1.89 0.55
1:j:450:LYS:NZ 1:k:347:GLU:OE2 2.28 0.55
1:k:432:ASP:HB2 1:k:452:GLY:HA3 1.89 0.55
1:0:432:ASP:HB2 1:0:452:GLY:HA3 1.89 0.55
1:q:456:PHE:HA 1:q:459: TYR:HD2 1.72 0.55
1:x:367: THR:HG22 1:x:368:LEU:N 2.21 0.55
1:7:367:- THR:HG22 1:7:368:LEU:N 2.21 0.55
1:8:432: ASP:HB2 1:8:452:GLY:HA3 1.89 0.55
1:0:432:ASP:HB2 1:0:452:GLY:HA3 1.89 0.54
1:X:432:ASP:HB2 1:X:452:GLY:HA3 1.89 0.54
1:7:432:ASP:HB2 1:7:452:GLY:HA3 1.89 0.54
1:b:456:PHE:HA 1:b:459:TYR:HD2 1.72 0.54
1:1:432:ASP:HB2 1:1:452:GLY:HA3 1.89 0.54
1:v:432:ASP:HB2 1:v:452:GLY:HA3 1.89 0.54
1:w:341:ILE:H 1:w:631:GLN:HE22 1.54 0.54
1:w:432:ASP:HB2 1:w:452:GLY:HA3 1.89 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
1:y:686:TYR:CD1 1:y:710|B]:ARG:NH2 2.76 0.54
1:5:341:ILE:H 1:5:631:GLN:HE22 1.55 0.54
1:B:428:ASN:H 1:J:346:HIS:CE1 2.26 0.54
1:G:341:ILE:H 1:G:631:GLN:HE22 1.54 0.54
1:H:341:ILE:H 1:H:631:GLN:HE22 1.54 0.54
1:M:432:ASP:HB2 1:M:452:GLY:HA3 1.89 0.54
1:P:341:ILE:H 1:P:631:GLN:HE22 1.54 0.54
1:S:311:VAL:HG22 1:S:320:ILE:HG12 1.88 0.54
1:7:481:ASN:HB3 1:3:441: THR:HG21 1.89 0.54
1:a:367:- THR:HG22 1:a:368:LEU:N 2.21 0.54
1:£:229:VAL:HG13 1:£:670: TRP:HB2 1.87 0.54
1:0:690(B|:PHE:HZ 1:6:684:ILE:HG23 1.72 0.54
1:r:311: VAL:HG22 1:r:320:ILE:HG12 1.88 0.54
1:x:341:ILE:H 1:x:631:GLN:HE22 1.55 0.54
1:2:428:ASN:H 1:1:346:HIS:CE1 2.25 0.54
1:A:441: THR:HG21 1:G:481:ASN:HB3 1.89 0.54
1:Q:341:1LE:H 1:Q:631:GLN:HE22 1.54 0.54
1:S:341:ILE:H 1:S:631:GLN:HE22 1.55 0.54
1:7:347:GLU:OE2 1:3:450:LYS:NZ 2.29 0.54
1:¢:229:VAL:HG13 1:¢:670: TRP:HB2 1.87 0.54
1:j:341:ILE:H 1:j:631:GLN:HE22 1.55 0.54
1:t:341:1LE:H 1:t:631: GLN:HE22 1.54 0.54
1:2:432:ASP:HB2 1:2:452:GLY:HA3 1.89 0.54
1:3:367:- THR:HG22 1:3:368:LEU:N 2.21 0.54
1:F:456:PHE:HA 1:F:459: TYR:HD2 1.72 0.54
1:H:456:PHE:HA 1:H:459: TYR:HD?2 1.72 0.54
1:1:432:ASP:HB2 1:L:452:GLY:HA3 1.89 0.54
1:Q:456:PHE:HA 1:Q:459:TYR:HD2 1.72 0.54
1:S:456:PHE:HA 1:S:459: TYR:HD2 1.72 0.54
1:U:456:PHE:HA 1:U:459: TYR:HD2 1.72 0.54
1:b:229:VAL:HG13 1:b:670: TRP:HB2 1.87 0.54
1:¢:229:VAL:HG13 1:e:670: TRP:HB2 1.87 0.54
1:e:456:PHE:HA 1::459:TYR:HD2 1.72 0.54
1:h:367:-THR:HG22 1:h:368:LEU:N 2.21 0.54
1:m:432:ASP:HB2 1:m:452:GLY:HA3 1.88 0.54
1:1:456:PHE:HA 1:1:459: TYR:HD2 1.72 0.54
1:A:428:ASN:H 1:G:346:HIS:CE1 2.24 0.54
1:K:687:THR:O 1:K:710[A]:ARG:NH1 2.39 0.54
1:M:367:-THR:HG22 1:M:368:LEU:N 2.21 0.54
1:P:456:PHE:HA 1:P:459: TYR:HD2 1.72 0.54
1:R:428:ASN:H 1:S:346:HIS:CE1 2.26 0.54
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:S:428:ASN:H 1:U:346:HIS:CE1 2.25 0.54
1:T:432:ASP:HB2 1:T:452:GLY:HA3 1.89 0.54
1:W:367: THR:HG22 1:W:368:LEU:N 2.21 0.54
1:c:456:PHE:HA 1:¢:459:TYR:HD2 1.72 0.54
1:m:428:ASN:H 1:n:346:HIS:CE1 2.24 0.54
1:m:456:PHE:HA 1:m:459: TYR:HD?2 1.73 0.54
1:r:341:1LE:H 1:1:631:GLN:HE22 1.55 0.54
1:r:456:PHE:HA 1:r:459: TYR:HD?2 1.72 0.54
1:5:456:PHE:HA 1:5:459:TYR:HD2 1.72 0.54
1:x:456:PHE:HA 1:x:459: TYR:HD2 1.72 0.54
1:y:456:PHE:HA 1:y:459:TYR:HD2 1.72 0.54
1:4:367:- THR:HG22 1:4:368:LEU:N 2.21 0.54
1:5:456:PHE:HA 1:5:459: TYR:HD2 1.72 0.54
1:B:456:PHE:HA 1:B:459:TYR:HD2 1.72 0.54
1:K:367:THR:HG22 1:K:368:LEU:N 2.21 0.54
1:K:441: THR:HG21 1:a:481:ASN:HB3 1.90 0.54
1:M:347:GLU:OE2 1:b:450:LYS:NZ 2.28 0.54
1:T:456:PHE:HA 1:T:459:TYR:HD2 1.73 0.54
1:X:347:GLU:OE2 1:e:450:LYS:NZ 2.28 0.54
1:g:456:PHE:HA 1:2:459:TYR:HD2 1.72 0.54
1:u:432:ASP:HB2 1:u:452:GLY:HA3 1.89 0.54
1:C:456:PHE:HA 1:C:459:TYR:HD2 1.72 0.54
1:G:456:PHE:HA 1:G:459:TYR:HD2 1.73 0.54
1:1:432:ASP:HB2 1:1:452:GLY:HA3 1.89 0.54
1:J:456:PHE:HA 1:J:459:TYR:HD2 1.72 0.54
1:N:456:PHE:HA 1:N:459: TYR:HD?2 1.72 0.54
1:d:367:-THR:HG22 1:d:368:LEU:N 2.21 0.54
1:£:341:ILE:H 1:£:631:GLN:HE22 1.55 0.54
1:6:367: THR:HG22 1:6:368:LEU:N 2.21 0.54
1:H:441: THR:HG21 1:W:481:ASN:HB3 1.88 0.54
1:J:428:ASN:H 1:1:346:HIS:CE1 2.25 0.54
1:0:311:VAL:HG22 1:0:320:ILE:HG12 1.88 0.54
1:0:481:ASN:HB3 1:n:441: THR:HG21 1.89 0.54
1:R:288:VAL:HG12 1:R:714: THR:HG23 1.90 0.54
1:S:432:ASP:HB2 1:S:452:GLY:HA3 1.89 0.54
1:b:341:1LE:H 1:b:631:GLN:HE22 1.55 0.54
1:j:456:PHE:HA 1:j:459:TYR:HD2 1.72 0.54
1:1:311: VAL:HG22 1:1:320:ILE:HG12 1.88 0.54
1:n:367: THR:HG22 1:n:368:LEU:N 2.21 0.54
1:q:288:VAL:HG12 1:q:714: THR:HG23 1.90 0.54
1:t:456:PHE:HA 1:t:459: TYR:HD?2 1.72 0.54
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Atom-1 Atom-2 distance (A) overlap (A)

1:w:288:VAL:HG12 1:w:714: THR:HG23 1.90 0.54
1:x:288:VAL:HG12 1:x:714: THR:HG23 1.90 0.54
1:2:456:PHE:HA 1:2:459: TYR:HD2 1.72 0.54
1:5:367:- THR:HG22 1:5:368:LEU:N 2.21 0.54
1:E:428:ASN:H 1:QQ:346:HIS:CE1 2.26 0.54
1:G:428:ASN:H 1:1:346:HIS:CE1 2.26 0.54
1:H:367: THR:HG22 1:H:368:LEU:N 2.21 0.54
1:Q:288:VAL:HG12 1:Q:714:THR:HG23 1.90 0.54
1:g:346:HIS:CE1 1:h:428:ASN:H 2.25 0.54
1:E:311: VAL:HG22 1:E:320:ILE:HG12 1.88 0.54
1:3:288:VAL:HG12 1:j:714: THR:HG23 1.90 0.54
1:n:456:PHE:HA 1:n:459:TYR:HD2 1.72 0.54
1:1:432:ASP:HB2 1:1:452:GLY:HA3 1.89 0.54
1:u:341:ILE:H 1:u:631:GLN:HE22 1.55 0.54
1:w:311:VAL:HG22 1:w:320:ILE:HG12 1.88 0.54
1:y:432:ASP:HB2 1:y:452:GLY:HA3 1.89 0.54
1:2:432:ASP:HB2 1:2:452:GLY:HA3 1.89 0.54
1:3:456:PHE:HA 1:3:459: TYR:HD2 1.72 0.54
1:8:456:PHE:HA 1:8:459:TYR:HD2 1.73 0.54
1:D:347:GLU:OE2 1:P:450:LYS:NZ 2.29 0.53
1:E:288:VAL:HG12 1:E:714: THR:HG23 1.90 0.53
1:H:481:ASN:HB3 1:Y:441:THR:HG21 1.90 0.53
1:1:341:ILE:H 1:1:631:GLN:HE22 1.54 0.53
1:M:341:1ILE:H 1:M:631:GLN:HE22 1.54 0.53
1:P:288:VAL:HG12 1:P:714: THR:HG23 1.90 0.53
1:R:367:-THR:HG22 1:R:368:LEU:N 2.21 0.53
1:R:441: THR:HG21 1:S:481:ASN:HB3 1.91 0.53
1:7:456:PHE:HA 1:7:459:TYR:HD2 1.73 0.53
1:d:456:PHE:HA 1:d:459: TYR:HD?2 1.72 0.53
1:h:341:1ILE:H 1:h:631:GLN:HE22 1.54 0.53
1:1:456:PHE:HA 1:1:459: TYR:HD2 1.72 0.53
1:1:341:1ILE:H 1:1:631:GLN:HE22 1.54 0.53
1:p:341:1LE:H 1:p:631:GLN:HE22 1.54 0.53
1:w:347:GLU:OE2 1:y:450:LYS:NZ 2.28 0.53
1:1:367: THR:HG22 1:1:368:LEU:N 2.21 0.53
1:B:367: THR:HG22 1:B:368:LEU:N 2.21 0.53
1:E:456:PHE:HA 1:E:459: TYR:HD2 1.72 0.53
1:J:432:ASP:HB2 1:J:452:GLY:HA3 1.89 0.53
1:0:341:ILE:H 1:0:631:GLN:HE22 1.54 0.53
1:a:456:PHE:HA 1:a:459: TYR:HD2 1.72 0.53
1:1:288:VAL:HG12 1:1:714: THR:HG23 1.90 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

1:m:288:VAL:HG12 1:m:714: THR:HG23 1.90 0.53
1:v:686: TYR:CD1 1:v:710[B]:ARG:NH2 2.76 0.53
1:3:288:VAL:HG12 1:3:714: THR:HG23 1.90 0.53
1:A:456:PHE:HA 1:A:459: TYR:HD2 1.72 0.53
1:E:481:ASN:HB3 1:F:441: THR:HG21 1.90 0.53
1:F:341:ILE:H 1:F:631:GLN:HE22 1.54 0.53
1:1:342:LEU:HD13 1:1:631:GLN:HE21 1.74 0.53
1:N:288:VAL:HG12 1:N:714:THR:HG23 1.90 0.53
1:Q:432:ASP:HB2 1:Q:452:GLY:HA3 1.89 0.53
1:S:288:VAL:HG12 1:S:714: THR:HG23 1.90 0.53
1:W:342:LEU:HD13 1:W:631:GLN:HE21 1.74 0.53
1:W:432:ASP:HB2 1:W:452:GLY:HA3 1.89 0.53
1:a:288:VAL:HG12 1:a:714: THR:HG23 1.90 0.53
1:d:341:1ILE:H 1:d:631:GLN:HE22 1.55 0.53
1:1:288:VAL:HG12 1:1:714: THR:HG23 1.90 0.53
1:n:341:1ILE:H 1:n:631:GLN:HE22 1.54 0.53
1:q:367: THR:HG22 1:q:368:LEU:N 2.21 0.53
1:q:686:TYR:HD1 1:q:710|B|:ARG:NH2 2.05 0.53
1:u:342:LEU:HD13 1:u:631:GLN:HE21 1.74 0.53
1:x:432:ASP:HB2 1:x:452:GLY:HA3 1.89 0.53
ly:341:1LE:H 1:y:631:GLN:HE22 1.54 0.53
1:4:456:PHE:HA 1:4:459:TYR:HD2 1.72 0.53
1:6:342:LEU:HD13 1:6:631:GLN:HE21 1.74 0.53
1:F:432:ASP:HB2 1:F:452:GLY:HA3 1.89 0.53
1:K:456:PHE:HA 1:K:459:TYR:HD2 1.73 0.53
1:M:288:VAL:HG12 1:M:714: THR:HG23 1.90 0.53
1:T:288:VAL:HG12 1:T:714: THR:HG23 1.90 0.53
1:U:288:VAL:HG12 1:U:714:THR:HG23 1.90 0.53
1:V:341:1ILE:H 1:V:631:GLN:HE22 1.54 0.53
l:a:341:1ILE:H 1:a:631:GLN:HE22 1.55 0.53
1:a:342:LEU:HD13 1:a:631:GLN:HE21 1.74 0.53
1:e:367: THR:HG22 1:e:368:LEU:N 2.21 0.53
1:h:288:VAL:HG12 1:h:714:THR:HG23 1.90 0.53
1:h:342:LEU:HD13 1:h:631:GLN:HE21 1.74 0.53
1:1:288:VAL:HG12 1:r:714: THR:HG23 1.90 0.53
1:2:686:TYR:HE1 1:2:710[A]:ARG:NH2 2.07 0.53
1:4:341:1LE:H 1:4:631:GLN:HE22 1.55 0.53
1:6:450:LYS:NZ 1:7:347:GLU:OE2 2.29 0.53
1:8:342:LEU:HD13 1:8:631:GLN:HE21 1.74 0.53
1:D:342:LEU:HD13 1:D:631:GLN:HE21 1.74 0.53
1:1:234: THR:OG1 1:1:664:MET:O 2.26 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

1:J:342:LEU:HD13 1:J:631:GLN:HE21 1.74 0.53
1:K:341:ILE:H 1:K:631:GLN:HE22 1.55 0.53
1:M:342:LEU:HD13 1:M:631:GLN:HE21 1.74 0.53
1:M:456:PHE:HA 1:M:459: TYR:HD2 1.72 0.53
1:0:288:VAL:HG12 1:0:714: THR:HG23 1.90 0.53
1:T:341:ILE:H 1:T:631:GLN:HE22 1.55 0.53
1:7:342:LEU:HD13 1:7:631:GLN:HE21 1.74 0.53
1:1:367:THR:HG22 1:1:368:LEU:N 2.21 0.53
1:m:341:1LE:H 1:m:631:GLN:HE22 1.55 0.53
1:5:288:VAL:HG12 1:s:714: THR:HG23 1.90 0.53
1:u:234:THR:0G1 1:u:664:MET:O 2.26 0.53
1:u:288:VAL:HG12 1:u:714: THR:HG23 1.90 0.53
1:w:456:PHE:HA 1:w:459:TYR:HD2 1.72 0.53
1:2:342:LEU:HD13 1:2:631:GLN:HE21 1.74 0.53
1:3:341:ILE:H 1:3:631:GLN:HE22 1.55 0.53
1:3:342:LEU:HD13 1:3:631:GLN:HE21 1.74 0.53
1:6:432:ASP:HB2 1:6:452:GLY:HA3 1.89 0.53
1:7:456:PHE:HA 1:7:459: TYR:HD2 1.72 0.53
1:D:259:VAL:HB 1:D:377:ASN:OD1 2.09 0.53
1:D:450:LYS:NZ 1:N:347:GLU:OE2 2.28 0.53
1:G:259:VAL:HB 1:G:377:ASN:OD1 2.09 0.53
1:1:288:VAL:HG12 1:1:714: THR:HG23 1.90 0.53
1:1:367: THR:HG22 1:1:368:LEU:N 2.21 0.53
1:J:341:ILE:H 1:J:631:GLN:HE22 1.54 0.53
1:K:259:VAL:HB 1:K:377:ASN:OD1 2.09 0.53
1:L:342:LEU:HD13 1:L:631:GLN:HE21 1.74 0.53
1:N:367:- THR:HG22 1:N:368:LEU:N 2.21 0.53
1:0:367:THR:HG22 1:0:368:LEU:N 2.21 0.53
1:e:342:LEU:HD13 1::631:GLN:HE21 1.74 0.53
1:k:259:VAL:HB 1:k:377:ASN:OD1 2.09 0.53
1:k:342:LEU:HD13 1:k:631:GLN:HE21 1.74 0.53
1:0:456:PHE:HA 1:0:459: TYR:HD2 1.72 0.53
1:t:259:VAL:HB 1:t:377:ASN:OD1 2.09 0.53
1:v:456:PHE:HA 1:v:459:TYR:HD2 1.72 0.53
1:2z:342:LEU:HD13 1:2:631:GLN:HE21 1.74 0.53
1:E:367: THR:HG22 1:E:368:LEU:N 2.21 0.53
1:S:367: THR:HG22 1:S:368:LEU:N 2.21 0.53
1:Y:456:PHE:HA 1:Y:459: TYR:HD2 1.72 0.53
1:7:234:THR:OG1 1:7:664:MET:O 2.26 0.53
1:¢:342:LEU:HD13 1:¢:631:GLN:HE21 1.74 0.53
1:¢:367:-THR:HG22 1:¢:368:LEU:N 2.21 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

1:€:259:VAL:HB 1:€:377:ASN:OD1 2.09 0.53
1:k:288:VAL:HG12 1:k:714: THR:HG23 1.90 0.53
1:x:342:LEU:HD13 1:x:631:GLN:HE21 1.74 0.53
1:y:259:VAL:HB 1:y:377:ASN:OD1 2.09 0.53
1:2:456:PHE:HA 1:2:459:TYR:HD2 1.72 0.53
1:1:288:VAL:HG12 1:1:714: THR:HG23 1.90 0.53
1:2:341:ILE:H 1:2:631:GLN:HE22 1.55 0.53
1:4:259:VAL:HB 1:4:377:ASN:OD1 2.09 0.53
1:8:234: THR:OG1 1:8:664:MET:O 2.26 0.53
1:A:342:LEU:HD13 1:A:631:GLN:HE21 1.74 0.53
1:F:259:VAL:HB 1:F:377:ASN:OD1 2.09 0.53
1:1:259:VAL:HB 1:L:377:ASN:OD1 2.09 0.53
1:Q:342:LEU:HD13 1:Q:631:GLN:HE21 1.74 0.53
1:R:342:LEU:HD13 1:R:631:GLN:HE21 1.74 0.53
1:T:342:LEU:HD13 1:T:631:GLN:HE21 1.74 0.53
1:W:259:VAL:HB 1:W:377:ASN:OD1 2.09 0.53
1:Y:259:VAL:HB 1:Y:377:ASN:OD1 2.09 0.53
1:¢:259:VAL:HB 1:¢:377:ASN:OD1 2.09 0.53
1:m:342:LEU:HD13 1:m:631:GLN:HE21 1.74 0.53
1:p:288:VAL:HG12 1:p:714: THR:HG23 1.90 0.53
1:p:456:PHE:HA 1:p:459:TYR:HD2 1.72 0.53
1:v:342:LEU:HD13 1:v:631:GLN:HE21 1.74 0.53
1:y:342:LEU:HD13 1:y:631:GLN:HE21 1.74 0.53
1:7:259:VAL:HB 1:7:377:ASN:OD1 2.09 0.53
1:B:288:VAL:HG12 1:B:714: THR:HG23 1.90 0.53
1:D:288:VAL:HG12 1:D:714: THR:HG23 1.90 0.53
1:F:342:LEU:HD13 1:F:631:GLN:HE21 1.74 0.53
1:L:456:PHE:HA 1:1:459:TYR:HD2 1.72 0.53
1:N:342:LEU:HD13 1:N:631:GLN:HE21 1.74 0.53
1:V:288:VAL:HG12 1:V:714: THR:HG23 1.90 0.53
1:V:456:PHE:HA 1:V:459: TYR:HD2 1.73 0.53
1:W:456:PHE:HA 1:W:459:TYR:HD2 1.72 0.53
1:d:288:VAL:HG12 1:d:714: THR:HG23 1.90 0.53
1:£:450:LYS:NZ 1:h:347:GLU:OE2 2.29 0.53
1:1:342:LEU:HD13 1:1:631: GLN:HE21 1.74 0.53
1:n:288:VAL:HG12 1:n:714: THR:HG23 1.90 0.53
1:q:342:LEU:HD13 1:q:631:GLN:HE21 1.74 0.53
1:r:367: THR:HG22 1:r:368:LEU:N 2.21 0.53
1:2:259:VAL:HB 1:2:377:ASN:OD1 2.09 0.53
1:2:367:-THR:HG22 1:2:368:LEU:N 2.21 0.53
1:2:259:VAL:HB 1:2:377:ASN:OD1 2.09 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

1:6:259:VAL:HB 1:6:377:ASN:OD1 2.09 0.53
1:D:428:ASN:H 1:N:346:HIS:CE1 2.27 0.53
1:E:347:GLU:OE2 1:F:450:LYS:NZ 2.29 0.53
1:G:276:HIS:HD2 1:G:600:GLN:HA 1.74 0.53
1:G:441: THR:HG21 1:1:481:ASN:HB3 1.91 0.53
1:H:288:VAL:HG12 1:H:714: THR:HG23 1.90 0.53
1:L:367: THR:HG22 1:L:368:LEU:N 2.21 0.53
1:N:259:VAL:HB 1:N:377:ASN:OD1 2.09 0.53
1:P:259:VAL:HB 1:P:377:ASN:OD1 2.09 0.53
1:S:342:LEU:HD13 1:S:631:GLN:HE21 1.74 0.53
1:T:441: THR:HG21 1:d:481:ASN:HB3 1.90 0.53
1:U:259:VAL:HB 1:U:377:ASN:OD1 2.09 0.53
1:X:456:PHE:HA 1:X:459: TYR:HD?2 1.73 0.53
1:Y:288:VAL:HG12 1:Y:714: THR:HG23 1.90 0.53
1:b:234: THR:0OG1 1:b:664:MET:0O 2.26 0.53
1:¢:276:HIS:HD2 1:¢:600:GLN:HA 1.74 0.53
1:¢:259:VAL:HB 1:g:377:ASN:OD1 2.09 0.53
1:h:276:HIS:HD2 1:h:600:GLN:HA 1.74 0.53
1:h:456:PHE:HA 1:h:459:TYR:HD2 1.72 0.53
1:p:367:" THR:HG22 1:p:368:LEU:N 2.21 0.53
1:1:276:HIS:HD2 1:1:600: GLN:HA 1.74 0.53
1:r:342:LEU:HD13 1:1:631:GLN:HE21 1.74 0.53
1:u:367: THR:HG22 1:u:368:LEU:N 2.21 0.53
1:u:456:PHE:HA 1:u:459:TYR:HD2 1.72 0.53
1:w:259:VAL:HB 1:w:377:ASN:OD1 2.09 0.53
1:w:367: THR:HG22 1:w:368:LEU:N 2.21 0.53
1:5:288:VAL:HG12 1:5:714: THR:HG23 1.90 0.53
1:B:276:HIS:HD2 1:B:600:GLN:HA 1.74 0.52
1:B:441: THR:HG21 1:J:481:ASN:HB3 1.91 0.52
1:C:259:VAL:HB 1:C:377:ASN:OD1 2.09 0.52
1:G:342:LEU:HD13 1:G:631:GLN:HE21 1.74 0.52
1:H:342:LEU:HD13 1:H:631:GLN:HE21 1.74 0.52
1:1:456:PHE:HA 1:I:459:TYR:HD2 1.72 0.52
1:J:259:VAL:HB 1:J:377:ASN:OD1 2.09 0.52
1:0:450:LYS:NZ 1:m:347:GLU:OE2 2.29 0.52
1:S:276:HIS:HD2 1:S:600:GLN:HA 1.74 0.52
1:V:367:- THR:HG22 1:V:368:LEU:N 2.21 0.52
1:7:259:VAL:HB 1:72:377:ASN:OD1 2.09 0.52
1:7:276:HIS:HD2 1:7:600:GLN:HA 1.74 0.52
1:£:234: THR:OG1 1:£:664:MET:O 2.26 0.52
1:1:391:PHE:CE1 1:k:678:LYS:HD3 2.44 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:3:259:VAL:HB 1:5:377:ASN:OD1 2.09 0.52
1:m:276:HIS:HD2 1:m:600:GLN:HA 1.75 0.52
1:5:259:VAL:HB 1:5:377:ASN:OD1 2.09 0.52
1:5:342:LEU:HD13 1:5:631:GLN:HE21 1.74 0.52
1:t:276:HIS:HD2 1:t:600: GLN:HA 1.75 0.52
1:t:28R8:VAL:HG12 1:t:714: THR:HG23 1.90 0.52
1:t:342:LEU:HD13 1:t:631:GLN:HE21 1.74 0.52
1:2:686: TYR:HE1 1:2:710|B]:ARG:NH2 2.07 0.52
1:1:276:HIS:HD2 1:1:600:GLN:HA 1.74 0.52
1:5:276:HIS:HD2 1:5:600:GLN:HA 1.74 0.52
1:7:288:VAL:HG12 1:7:714:THR:HG23 1.90 0.52
1:8:276:HIS:HD2 1:8:600: GLN:HA 1.74 0.52
1:E:259:VAL:HB 1:E:377:ASN:OD1 2.09 0.52
1:H:259:VAL:HB 1:H:377:ASN:OD1 2.09 0.52
1:M:276:HIS:HD2 1:M:600: GLN:HA 1.75 0.52
1:Q:259:VAL:HB 1:Q:377:ASN:OD1 2.09 0.52
1:T:259:VAL:HB 1:T:377:ASN:OD1 2.09 0.52
1:T:276:HIS:HD2 1:T:600:GLN:HA 1.75 0.52
1:V:276:HIS:HD2 1:V:600:GLN:HA 1.74 0.52
1:X:259:VAL:HB 1:X:377:ASN:OD1 2.09 0.52
1:£:28R8:VAL:HG12 1:£:714: THR:HG23 1.90 0.52
1:1:259:VAL:HB 1:1:377:ASN:OD1 2.09 0.52
1:m:259:VAL:HB 1:m:377:ASN:OD1 2.09 0.52
1:0:276:HIS:HD2 1:0:600:GLN:HA 1.74 0.52
1:0:342:LEU:HD13 1:0:631:GLN:HE21 1.74 0.52
1:5:259:VAL:HB 1:5:377:ASN:OD1 2.09 0.52
1:5:342:LEU:HD13 1:5:631:GLN:HE21 1.74 0.52
1:8:259:VAL:HB 1:8:377:ASN:OD1 2.09 0.52
1:C:276:HIS:HD2 1:C:600:GLN:HA 1.74 0.52
1:C:428:ASN:H 1:b:346:HIS:CE1 2.27 0.52
1:F:288:VAL:HG12 1:F:714: THR:HG23 1.90 0.52
1:G:288:VAL:HG12 1:G:714: THR:HG23 1.90 0.52
1:H:276:HIS:HD2 1:H:600: GLN:HA 1.75 0.52
1:N:234:THR:OG1 1:N:664:MET:O 2.26 0.52
1:U:342:LEU:HD13 1:U:631:GLN:HE21 1.74 0.52
1:b:259:VAL:HB 1:b:377:ASN:OD1 2.09 0.52
1:¢:276:HIS:HD2 1:¢:600:GLN:HA 1.75 0.52
1:n:259:VAL:HB 1:n:377:ASN:OD1 2.09 0.52
1:0:259:VAL:HB 1:0:377:ASN:OD1 2.09 0.52
1:p:276:HIS:HD2 1:p:600:GLN:HA 1.75 0.52
1:q:276:HIS:HD2 1:q:600:GLN:HA 1.74 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:x:259:VAL:HB 1:x:377:ASN:OD1 2.09 0.52
1:1:686:TYR:CD1 1:1:710[B]:ARG:NH2 2.77 0.52
1:7:342:LEU:HD13 1:7:631:GLN:HE21 1.74 0.52
1:8:288:VAL:HG12 1:8:714: THR:HG23 1.90 0.52
1:E:342:LEU:HD13 1:E:631:GLN:HE21 1.74 0.52
1:R:276:HIS:HD?2 1:R:600: GLN:HA 1.74 0.52
1:a:259:VAL:HB 1:a:377:ASN:OD1 2.09 0.52
1:b:288:VAL:HG12 1:b:714: THR:HG23 1.90 0.52
1:¢:288:VAL:HG12 1:c:714: THR:HG23 1.90 0.52
1:d:259:VAL:HB 1:d:377:ASN:OD1 2.09 0.52
1:1:259:VAL:HB 1:£:377:ASN:OD1 2.09 0.52
1:h:259:VAL:HB 1:h:377:ASN:OD1 2.09 0.52
1:1:234: THR:OG1 1:1:664:MET:O 2.26 0.52
1:k:276:HIS:HD?2 1:k:600:GLN:HA 1.75 0.52
1:u:259:VAL:HB 1:u:377:ASN:OD1 2.09 0.52
1:y:288:VAL:HG12 1:y:714: THR:HG23 1.90 0.52
1:4:342:LEU:HD13 1:4:631:GLN:HE21 1.74 0.52
1:7:276:HIS:HD2 1:7:600:GLN:HA 1.75 0.52
1:A:288:VAL:HG12 1:A:714:THR:HG23 1.90 0.52
1:1:259:VAL:HB 1:1:377:ASN:OD1 2.09 0.52
1:M:259:VAL:HB 1:M:377:ASN:OD1 2.09 0.52
1:0:686: TYR:CE1 1:0:710|B]:ARG:NH2 2.78 0.52
1:Q:276:HIS:HD2 1:Q:600:GLN:HA 1.75 0.52
1:X:288:VAL:HG12 1:X:714: THR:HG23 1.90 0.52
1:Y:276:HIS:HD2 1:Y:600:GLN:HA 1.75 0.52
1:Y:342:LEU:HD13 1:Y:631:GLN:HE21 1.74 0.52
1:7:288:VAL:HG12 1:7:714:. THR:HG23 1.90 0.52
1:¢:481:ASN:HB3 1:p:441: THR:HG21 1.92 0.52
1:¢:288:VAL:HG12 l:e:714: THR:HG23 1.90 0.52
1:£:481:ASN:HB3 1:g:441:'THR:HG21 1.92 0.52
1:g:276:HIS:HD2 1:2:600:GLN:HA 1.75 0.52
1:q:259:VAL:HB 1:q:377:ASN:OD1 2.09 0.52
1:5:686: TYR:HE1 1:5:710[B]:ARG:NH2 2.07 0.52
1:t:678:LYS:HD3 1:u:391:PHE:CE1 2.45 0.52
1:D:276:HIS:HD2 1:D:600:GLN:HA 1.75 0.52
1:K:288:VAL:HG12 1:K:714: THR:HG23 1.90 0.52
1:K:342:LEU:HD13 1:K:631:GLN:HE21 1.74 0.52
1:P:342:LEU:HD13 1:P:631:GLN:HE21 1.74 0.52
1:Q:329:GLN:HE21 1:Q:635:LYS:HE2 1.75 0.52
1:R:234:THR:0G1 1:R:664:MET:O 2.26 0.52
1:S:259:VAL:HB 1:S:377:ASN:OD1 2.09 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:V:342:LEU:HD13 1:V:631:GLN:HE21 1.74 0.52
1:X:276:HIS:HD2 1:X:600:GLN:HA 1.75 0.52
1:X:342:LEU:HD13 1:X:631:GLN:HE21 1.74 0.52
1:a:428:ASN:H 1:8:346:HIS:CE1 2.28 0.52
1:j:342:LEU:HD13 1:j:631:GLN:HE21 1.74 0.52
1:q:234: THR:0G1 1:q:664:-MET:O 2.26 0.52
1:u:686:TYR:CE1 1:w:710[A]:ARG:NH2 2.77 0.52
1:v:259:VAL:HB 1:v:377:ASN:OD1 2.09 0.52
1:w:342:LEU:HD13 1:w:631:GLN:HE21 1.74 0.52
1:w:678:LYS:HD3 1:x:391:PHE:CE1 2.45 0.52
1:x:276:HIS:HD2 1:x:600:GLN:HA 1.75 0.52
1:x:686: TYR:CE1 1:x:710[A]:ARG:NH2 2,77 0.52
1:3:259:VAL:HB 1:3:377:ASN:OD1 2.09 0.52
1:A:259:VAL:HB 1:A:377:ASN:OD1 2.09 0.52
1:B:342:LEU:HD13 1:B:631:GLN:HE21 1.74 0.52
1:K:329:GLN:HE21 1:K:635:LYS:HE2 1.75 0.52
1:L:276:HIS:HD2 1:L:600: GLN:HA 1.75 0.52
1:N:276:HIS:HD2 1:N:600:GLN:HA 1.75 0.52
1:N:441: THR:HG21 1:P:481:ASN:HB3 1.90 0.52
1:R:259:VAL:HB 1:R:377:ASN:OD1 2.09 0.52
1:V:259:VAL:HB 1:V:377:ASN:OD1 2.09 0.52
1:d:342:LEU:HD13 1:d:631:GLN:HE21 1.74 0.52
1:£:391:PHE:CE1 1:g:678:LYS:HD3 2.45 0.52
1:1:276:HIS:HD2 1:1:600: GLN:HA 1.75 0.52
1:i:710|B]:ARG:HB3 | 1:i:710|B]:ARG:HH11 1.75 0.52
1:1:342:LEU:HD13 1:1:631:GLN:HE21 1.74 0.52
1:0:288:VAL:HG12 1:0:714: THR:HG23 1.90 0.52
1:p:259:VAL:HB 1:p:377:ASN:OD1 2.09 0.52
1:p:342:LEU:HD13 1:p:631:GLN:HE21 1.74 0.52
1:1:259:VAL:HB 1:r:377:ASN:OD1 2.09 0.52
1:v:288:VAL:HG12 1:v:714: THR:HG23 1.90 0.52
1:x:329:GLN:HE21 1:x:635:LYS:HE2 1.75 0.52
1:y:686:TYR:CE1 1:y:710[A]:ARG:CZ 2.93 0.52
1:4:288:VAL:HG12 1:4:714:- THR:HG23 1.90 0.52
1:4:329:GLN:HE21 1:4:635:LYS:HE2 1.75 0.52
1:0:456:PHE:HA 1:0:459:TYR:HD2 1.72 0.52
1:U:329:GLN:HE21 1:U:635:LYS:HE2 1.75 0.52
1:X:234:THR:O0G1 1:X:664:MET:O 2.26 0.52
1:b:276:HIS:HD2 1:b:600: GLN:HA 1.75 0.52
1:1:456:PHE:HA 1:1:459:TYR:HD2 1.73 0.52
1:n:342:LEU:HD13 1:n:631:GLN:HE21 1.74 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:5:329:GLN:HE21 1:5:635:LYS:HE2 1.75 0.52
1:5:686: TYR:HE1 1:s:710[A]:ARG:NH2 2.07 0.52
1:w:686:TYR:CD1 1:w:710|B]:ARG:NH2 2.78 0.52
1:2:276:HIS:HD2 1:2z:600:GLN:HA 1.75 0.52
1:6:276:HIS:HD2 1:6:600:GLN:HA 1.75 0.52
1:H:329:GLN:HE21 1:H:635:LYS:HE2 1.75 0.52
1:0:276:HIS:HD2 1:0:600:GLN:HA 1.74 0.52
1:0:342:LEU:HD13 1:0:631:GLN:HE21 1.74 0.52
1:W:288:VAL:HG12 1:W:714: THR:HG23 1.90 0.52
1:b:342:LEU:HD13 1:b:631:GLN:HE21 1.74 0.52
1:1:342:LEU:HD13 1:1:631:GLN:HE21 1.74 0.52
1:j:329:GLN:HE21 1:j:635:LYS:HE2 1.75 0.52
1:1:276:HIS:HD2 1:1:600: GLN:HA 1.74 0.52
1:r:441: THR:HG21 1:5:481:ASN:HB3 1.92 0.52
1:1:342:LEU:HD13 1:1:631:GLN:HE21 1.74 0.52
1:2:276:HIS:HD2 1:2:600:GLN:HA 1.74 0.52
1:C:288:VAL:HG12 1:C:714: THR:HG23 1.90 0.52
1:C:329:GLN:HE21 1:C:635:LYS:HE2 1.75 0.52
1:J:276:HIS:HD2 1:J:600:GLN:HA 1.74 0.52
1:K:481:ASN:HB3 1:8:441: THR:HG21 1.92 0.52
1:L:288:VAL:HG12 1:L:714:THR:HG23 1.90 0.52
1:P:329:GLN:HE21 1:P:635:LYS:HE2 1.75 0.52
1:W:276:HIS:HD2 1:W:600:GLN:HA 1.75 0.52
1:j:276:HIS:HD2 1:j:600:GLN:HA 1.74 0.52
1:1:259:VAL:HB 1:1:377:ASN:OD1 2.09 0.52
1:0:234:THR:0G1 1:0:664:MET:O 2.26 0.52
1:r:678:LYS:HD3 1:s:391:PHE:CE1 2.45 0.52
1:5:329:GLN:HE21 1:5:635:LYS:HE2 1.75 0.52
1:6:288:VAL:HG12 1:6:714: THR:HG23 1.90 0.52
1:7:710|B]:ARG:HB3 | 1:7:710|B]:ARG:HH11 1.75 0.52
1:J:234:THR:OG1 1:J:664:MET:O 2.26 0.51
1:J:288:VAL:HG12 1:J:714: THR:HG23 1.90 0.51
1:0:259:VAL:HB 1:0:377:ASN:OD1 2.09 0.51
1:P:276:HIS:HD2 1:P:600:GLN:HA 1.75 0.51
1:V:428:ASN:H 1:e:346:HIS:CE1 2.27 0.51
1:Y:234:THR:OG1 1:Y:664:MET:O 2.26 0.51
1:b:329:GLN:HE21 1:b:635:LYS:HE2 1.75 0.51
1:¢:391:PHE:CE1 1:p:678:LYS:HD3 2.45 0.51
1:d:428:ASN:H 1:1:346:HIS:CE1 2.28 0.51
1:g:288:VAL:HG12 1:g:714: THR:HG23 1.90 0.51
1:2:329:GLN:HE21 1:g:635:LYS:HE2 1.75 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:1:329:GLN:HE21 1:1:635:LYS:HE2 1.75 0.51
1:n:276:HIS:HD2 1:n:600:GLN:HA 1.75 0.51
1:v:276:HIS:HD2 1:v:600:GLN:HA 1.75 0.51
1:2:234:THR:0G1 1:2:664:MET:O 2.26 0.51
1:4:276:HIS:HD2 1:4:600:GLN:HA 1.75 0.51
1:6:678:LYS:HD3 1:7:391:PHE:CE1 2.44 0.51
1:A:276:HIS:HD2 1:A:600:GLN:HA 1.75 0.51
1:E:441: THR:HG21 1:Q:481:ASN:HB3 1.92 0.51
1:K:276:HIS:HD2 1:K:600:GLN:HA 1.75 0.51
1:0:329:GLN:HE21 1:0:635:LYS:HE2 1.75 0.51
1:a:276:HIS:HD2 1:a4:600:GLN:HA 1.74 0.51
1:£:276:HIS:HD2 1:£:600: GLN:HA 1.75 0.51
1:£:329:GLN:HE21 1:£:635:LYS:HE2 1.75 0.51
1:1:481:ASN:HB3 1:k:441: THR:HG21 1.92 0.51
1:0:329:GLN:HE21 1:0:635:LYS:HE2 1.75 0.51
1:q:686:TYR:CD1 1:q:710|B|:ARG:NH2 2.77 0.51
1:t:329:GLN:HE21 1:t:635:LYS:HE2 1.75 0.51
1:t:610: THR:HA 1:v:593:GLN:NE2 2.25 0.51
1:w:329:GLN:HE21 1:w:635:LYS:HE2 1.75 0.51
1:2:288:VAL:HG12 1:2z:714: THR:HG23 1.90 0.51
1:2:288:VAL:HG12 1:2:714: THR:HG23 1.90 0.51
1:6:329:GLN:HE21 1:6:635:LYS:HE2 1.75 0.51
1:C:342:LEU:HD13 1:C:631:GLN:HE21 1.74 0.51
1:G:329:GLN:HE21 1:G:635:LYS:HE2 1.75 0.51
1:W:428:ASN:H 1:Y:346:HIS:CE1 2.27 0.51
1:X:227:ASP:0OD1 1:X:228|B]:ARG:HD3 2.11 0.51
1:X:329:GLN:HE21 1:X:635:LYS:HE2 1.75 0.51
1:7:441: THR:HG21 1:4:481:ASN:HB3 1.92 0.51
1:¢:687:THR:O 1:c:710[A]:ARG:NH1 2.36 0.51
1:d:276:HIS:HD2 1:d:600:GLN:HA 1.74 0.51
1:¢:329:GLN:HE21 1:¢:635:LYS:HE2 1.75 0.51
1:g:342:LEU:HD13 1:g:631:GLN:HE21 1.74 0.51
1:D:329:GLN:HE21 1:D:635:LYS:HE2 1.75 0.51
1:E:329:GLN:HE21 1:E:635:LYS:HE2 1.75 0.51
1:M:481:ASN:HB3 1:b:441: THR:HG21 1.92 0.51
1:T:347:GLU:OE2 1:1:450:LYS:NZ 2.29 0.51
1:W:329:GLN:HE21 1:W:635:LYS:HE2 1.75 0.51
1:7:686:TYR:CE1 1:7:710|B|:ARG:NH2 2.77 0.51
1:k:329:GLN:HE21 1:k:635:LYS:HE2 1.75 0.51
1:u:329:GLN:HE21 1:u:635:LYS:HE2 1.75 0.51
1:w:610: THR:HA 1:y:593:GLN:NE2 2.25 0.51
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Atom-1 Atom-2 distance (A) overlap (A)

1:2:228|A|:ARG:HD2 1:2:669:GLU:OE2 2.10 0.51
1:2:481:ASN:HB3 1:2:441: THR:HG21 1.92 0.51
1:3:276:HIS:HD2 1:3:600:GLN:HA 1.75 0.51
1:A:329:GLN:HE21 1:A:635:LYS:HE2 1.75 0.51
1:G:234:THR:OG1 1:G:664:MET:O 2.26 0.51
1:0:391:PHE:CE1 1:n:678:LYS:HD3 2.45 0.51
1:0:416:MET:HG2 1:0:714:THR:CG2 2.41 0.51
1:S:234: THR:0OG1 1:S:664:MET:O 2.26 0.51
1:U:276:HIS:HD2 1:U:600:GLN:HA 1.75 0.51
1:U:416:MET:HG2 1:U:714: THR:CG2 2.41 0.51
1:¢:329:GLN:HE21 1:¢:635:LYS:HE2 1.75 0.51
1l:c:416:MET:HG2 1:c:714:THR:CG2 2.41 0.51
1:£:416:MET:HG2 1:£:714: THR:CG2 2.41 0.51
1:1:416:MET:HG2 1:1:714: THR:CG2 2.41 0.51
1:1:234: THR:OG1 1:1:664:MET:O 2.26 0.51
1:5:689:ASN:HB3 1:5:697:GLN:NE2 2.26 0.51
1:v:689:ASN:HB3 1:v:697:GLN:NE2 2.26 0.51
1:y:416:-MET:HG2 1:y:714: THR:CG2 2.41 0.51
1:5:255: THR:HG23 1:5:374:ASN:O 2.11 0.51
1:7:416:MET:HG2 1:7:714: THR:CG2 2.41 0.51
1:A:234:THR:OG1 1:A:664:MET:O 2.26 0.51
1:A:689:ASN:HB3 1:A:697:GLN:NE2 2.26 0.51
1:B:259:VAL:HB 1:B:377:ASN:OD1 2.09 0.51
1:D:255: THR:HG23 1:D:374:ASN:O 2.11 0.51
1:1:276:HIS:HD2 1:1:600: GLN:HA 1.74 0.51
1:1:329:GLN:HE21 1:1:635:LYS:HE2 1.75 0.51
1:M:416:MET:HG2 1:M:714:THR:CG2 2.41 0.51
1:0:689:ASN:HB3 1:0:697:GLN:NE2 2.26 0.51
1:R:689:ASN:HB3 1:R:697:GLN:NE2 2.26 0.51
1:S:416:MET:HG2 1:S:714: THR:CG2 2.41 0.51
1:U:689:ASN:HB3 1:U:697:GLN:NE2 2.26 0.51
1:X:255: THR:HG23 1:X:374:ASN:O 2.11 0.51
1:a:255: THR:HG23 1:a:374:ASN:O 2.11 0.51
l:e:416:MET:HG2 1l:e:714:THR:CG2 2.41 0.51
1:p:234:THR:OG1 1:p:664:MET:O 2.26 0.51
1:q:689:ASN:HB3 1:q:697:GLN:NE2 2.26 0.51
1:5:416:MET:HG2 1:s:714: THR:CG2 2.41 0.51
1:u:255: THR:HG23 1:u:374:ASN:O 2.11 0.51
1:u:276:HIS:HD2 1:u:600: GLN:HA 1.75 0.51
1:E:689:ASN:HB3 1:E:697:GLN:NE2 2.26 0.51
1:F:416:MET:-HG2 1:F:714:.THR:CG2 2.41 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
1:H:255:THR:HG23 1:H:374:ASN:O 2.11 0.51
1:1:255: THR:HG23 1:1:374:ASN:O 2.11 0.51
1:1:329:GLN:HE21 1:1:635:LYS:HE2 1.75 0.51
1:S:441: THR:HG21 1:U:481:ASN:HB3 1.93 0.51
1:V:416:MET:HG2 1:V:714: THR:CG2 2.41 0.51
1:Y:416:MET:HG2 1:Y:714: THR:CG2 2.41 0.51
1:7:391:PHE:CE1 1:3:678:LYS:HD3 2.45 0.51
1:b:416:MET:HG2 1:b:714: THR:CG2 2.41 0.51
1:¢:255: THR:HG23 1:¢:374:ASN:O 2.11 0.51
1::255: THR:HG23 1:¢:374:ASN:O 2.11 0.51
1:£:347:GLU:OE2 1:g:450:LYS:NZ 2.28 0.51
1:h:416:MET:HG2 1:h:714: THR:CG2 2.41 0.51
1:1:416:MET:HG2 1:1:714: THR:CG2 2.41 0.51
1:k:255:THR:HG23 1:k:374:ASN:O 2.11 0.51
1:1:689:ASN:HB3 1:1:697:GLN:NE2 2.26 0.51
1:0:255: THR:HG23 1:0:374:ASN:O 2.11 0.51
1:p:416:MET:HG2 1:p:714:THR:CG2 2.41 0.51
1:r:416:MET:HG2 1:r:714: THR:CG2 2.41 0.51
1:t:416:MET:HG2 1:t:714: THR:CG2 2.41 0.51
1:4:686: TYR:CD1 1:t:710[B]:ARG:NH2 2.78 0.51
1:v:686:TYR:CE1 1:v:710[A]:ARG:NH2 2.79 0.51
1:w:391:PHE:CE1 1:y:678:LYS:HD3 2.46 0.51
1:2:329:GLN:HE21 1:2z:635:LYS:HE2 1.75 0.51
1:1:259:VAL:HB 1:1:377:ASN:OD1 2.09 0.51
1:1:689:ASN:HB3 1:1:697:GLN:NE2 2.26 0.51
1:3:329:GLN:HE21 1:3:635:LYS:HE2 1.75 0.51
1:6:416:MET:HG2 1:6:714: THR:CG2 2.41 0.51
1:6:456:PHE:HA 1:6:459: TYR:HD2 1.72 0.51
1:B:416:MET:HG2 1:B:714: THR:CG2 2.41 0.51
1:B:689:ASN:HB3 1:B:697:GLN:NE2 2.26 0.51
1:C:381:PRO:HB2 1:M:684:1ILE:HD11 1.93 0.51
1:K:416:-MET:HG2 1:K:714:THR:CG2 2.41 0.51
1:0:255:THR:HG23 1:0:374:ASN:O 2.11 0.51
1:S:255: THR:HG23 1:S:374:ASN:O 2.11 0.51
1:W:416:-MET:HG2 1:W:714:THR:CG2 2.41 0.51
1:W:689:ASN:HB3 1:W:697:GLN:NE2 2.26 0.51
1:7:329:GLN:HE21 1:7:635:LYS:HE2 1.75 0.51
1:a:329:GLN:HE21 1:a:635:LYS:HE2 1.75 0.51
1:r:255: THR:HG23 1:r:374:ASN:O 2.11 0.51
1:5:276:HIS:HD2 1:5:600:GLN:HA 1.75 0.51
1:t:234: THR:OG1 1:t:664:MET:O 2.26 0.51
Continued on next page...
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1:t:255: THR:HG23 1:t:374:ASN:O 2.11 0.51
1:t:450:LYS:NZ 1:u:347:GLU:OE2 2.29 0.51
1:v:686: TYR:CE1 1:v:710[A]:ARG:CZ 2.93 0.51
1:w:689:ASN:HB3 1:w:697:GLN:NE2 2.26 0.51
1:z:416:MET:HG2 1:2z:714:THR:CG2 2.41 0.51
1:1:329:GLN:HE21 1:1:635:LYS:HE2 1.75 0.51
1:1:416:MET:HG2 1:1:714: THR:CG2 2.41 0.51
1:3:255: THR:HG23 1:3:374:ASN:O 2.11 0.51
1:A:255: THR:HG23 1:A:374:ASN:O 2.11 0.51
1:E:255: THR:HG23 1:E:374:ASN:O 2.11 0.51
1:G:255: THR:HG23 1:G:374:ASN:O 2.11 0.51
1:G:416:-MET:HG2 1:G:714:THR:CG2 2.41 0.51
1:K:255:THR:HG23 1:K:374:ASN:O 2.11 0.51
1:L:416:MET:HG2 1:L:714: THR:CG2 2.41 0.51
1:N:329:GLN:HE21 1:N:635:LYS:HE2 1.75 0.51
1:N:416:MET:HG2 1:N:714: THR:CG2 2.41 0.51
1:Q:255:THR:HG23 1:Q:374:ASN:O 2.11 0.51
1:T:329:GLN:HE21 1:T:635:LYS:HE2 1.75 0.51
1:T:481:ASN:HB3 1:1:441: THR:HG21 1.92 0.51
1:V:234:THR:0G1 1:V:664:MET:O 2.26 0.51
1:Y:689:ASN:HB3 1:Y:697:GLN:NE2 2.26 0.51
1:u:416:MET:HG2 1:u:714: THR:CG2 2.41 0.51
1:u:593:GLN:NE2 1:v:610: THR:HA 2.26 0.51
1:v:234:THR:OG1 1:v:664:MET:O 2.26 0.51
1:v:255: THR:HG23 1:v:374:ASN:O 2.11 0.51
1:v:329:GLN:HE21 1:v:635:LYS:HE2 1.75 0.51
1:w:255: THR:HG23 1:w:374:ASN:O 2.11 0.51
1:w:416:MET:HG2 1:w:714: THR:CG2 2.41 0.51
1:x:255: THR:HG23 1:x:374:ASN:O 2.11 0.51
1:4:416:MET:HG2 1:4:714: THR:CG2 2.41 0.51
1:6:689:ASN:HB3 1:6:697:GLN:NE2 2.26 0.51
1:7:689:ASN:HB3 1:7:697:GLN:NE2 2.26 0.51
1:8:329:GLN:HE21 1:8:635:LYS:HE2 1.75 0.51
1:C:416:MET:HG2 1:C:714: THR:CG2 2.41 0.51
1:J:416:MET:HG2 1:J:714:THR:CG2 2.41 0.51
1:M:689:ASN:HB3 1:M:697:GLN:NE2 2.26 0.51
1:R:416:MET:HG2 1:R:714: THR:CG2 2.41 0.51
1:g:416:MET:HG2 1:g:714: THR:CG2 241 0.51
1:h:329:GLN:HE21 1:h:635:LYS:HE2 1.75 0.51
1:1:329:GLN:HE21 1:1:635:LYS:HE2 1.75 0.51
1:1:255:THR:HG23 1:1:374:ASN:O 2.11 0.51
Continued on next page...
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1:m:329:GLN:HE21 1:m:635:LYS:HE2 1.75 0.51
1:5:228[A]:ARG:HD?2 1:5:669:GLU:OE2 2.10 0.51
1:z:391:PHE:CE1 1:2:678:LYS:HD3 2.45 0.51
1:4:255: THR:HG23 1:4:374:ASN:O 2.11 0.51
1:B:329:GLN:HE21 1:B:635:LYS:HE2 1.75 0.50
1:D:689:ASN:HB3 1:D:697:GLN:NE2 2.26 0.50
1:E:416:MET:HG2 1:E:714: THR:CG2 2.41 0.50
1:I:416:MET:HG2 1:I:714:THR:CG2 2.41 0.50
1:J:689:ASN:HB3 1:J:697:GLN:NE2 2.26 0.50
1:N:255: THR:HG23 1:N:374:ASN:O 2.11 0.50
1:W:255:THR:HG23 1:W:374:ASN:O 2.11 0.50
1:h:689:ASN:HB3 1:h:697:GLN:NE2 2.26 0.50
1:1:255:THR:HG23 1:1:374:ASN:O 2.11 0.50
1:k:689:ASN:HB3 1:k:697:GLN:NE2 2.26 0.50
1:m:416:-MET:HG2 1:m:714: THR:CG2 2.41 0.50
1:x:593:GLN:NE2 1:y:610: THR:HA 2.26 0.50
1:y:689:ASN:HB3 1:y:697:GLN:NE2 2.26 0.50
1:2:255: THR:HG23 1:2:374:ASN:O 2.11 0.50
1:2:255: THR:HG23 1:2:374:ASN:O 2.11 0.50
1:2:416:MET:HG2 1:2:714: THR:CG2 2.41 0.50
1:F:255:THR:HG23 1:F:374:ASN:O 2.11 0.50
1:J:255:THR:HG23 1:J:374:ASN:O 2.11 0.50
1:K:678:LYS:HD3 1:a:391:PHE:CE1 2.46 0.50
1:L:255: THR:HG23 1:L:374:ASN:O 2.11 0.50
1:M:227:ASP:OD1 1:M:228|B|:ARG:HD3 2.11 0.50
1:M:329:GLN:HE21 1:M:635:LYS:HE2 1.75 0.50
1:S:329:GLN:HE21 1:S:635:LYS:HE2 1.75 0.50
1:T:416:MET:HG2 1:T:714:THR:CG2 2.41 0.50
1:V:381:PRO:HB2 1:X:684:ILE:HD11 1.93 0.50
1:7:416:MET:HG2 1:Z:714: THR:CG2 2.41 0.50
1:¢:686:TYR:CE1 1:¢:710[B]:ARG:NH2 2.79 0.50
1:£:686: TYR:CE1 1:£:710|B]:ARG:NH2 2.79 0.50
1:g:255: THR:HG23 1:g:374:ASN:O 2.11 0.50
1:h:255: THR:HG23 1:h:374:ASN:O 2.11 0.50
1:k:416:MET:HG2 1:k:714:THR:CG2 2.41 0.50
1:q:416:MET:HG2 1:q:714: THR:CG2 2.41 0.50
1:r:329:GLN:HE21 1:r:635:LYS:HE2 1.75 0.50
1:u:450:LYS:NZ 1:v:347:GLU:OE2 2.28 0.50
1:v:416:MET:HG2 1:v:714: THR:CG2 2.41 0.50
1:x:416:MET:HG2 1:x:714: THR:CG2 2.41 0.50
1:y:255: THR:HG23 1:y:374:ASN:O 2.11 0.50
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1:y:686:TYR:CE1 1:y:710[A]:ARG:NH2 2.79 0.50
1:2:689:ASN:HB3 1:2:697:GLN:NE2 2.26 0.50
1:6:255: THR:HG23 1:6:374:ASN:O 2.11 0.50
1:8:416:MET:HG2 1:8:714: THR:CG2 2.41 0.50
1:D:416:MET:HG2 1:D:714: THR:CG2 2.41 0.50
1:F:276:HIS:HD2 1:F:600:GLN:HA 1.74 0.50
1:F:689:ASN:HB3 1:F:697:GLN:NE2 2.26 0.50
1:H:416:MET:HG2 1:H:714: THR:CG2 2.41 0.50
1:J:441: THR:HG21 1:1.:481:ASN:HB3 1.93 0.50
1:M:255:THR:HG23 1:M:374:ASN:O 2.11 0.50
1:P:689:ASN:HB3 1:P:697:GLN:NE2 2.26 0.50
1:¢:347:GLU:OE2 1:p:450:LYS:NZ 2.28 0.50
1:£:255: THR:HG23 1:£:374:ASN:O 2.11 0.50
1:n:329:GLN:HE21 1:n:635:LYS:HE2 1.75 0.50
1:p:255: THR:HG23 1:p:374:ASN:O 2.11 0.50
1:p:684:ILE:CG2 1:5:690|B]:PHE:CZ 2.95 0.50
1:y:276:HIS:HD2 1:y:600:GLN:HA 1.75 0.50
1:1:678:LYS:HD3 1:2:391:PHE:CE1 2.46 0.50
1:C:255: THR:HG23 1:C:374:ASN:O 2.11 0.50
1:F:234:THR:0G1 1:F:664:MET:O 2.26 0.50
1:F:329:GLN:HE21 1:F:635:LYS:HE2 1.75 0.50
1:G:689:ASN:HB3 1:G:697:GLN:NE2 2.26 0.50
1:Q:416:MET:HG2 1:Q:714:THR:CG2 2.41 0.50
1:S:450:LYS:NZ 1:U:347:GLU:OE2 2.28 0.50
1:V:255: THR:HG23 1:V:374:ASN:O 2.11 0.50
1:a:416:MET:HG2 1:a:714: THR:CG2 2.41 0.50
1:d:329:GLN:HE21 1:d:635:LYS:HE2 1.75 0.50
1:f:441: THR:HG21 1:h:481:ASN:HB3 1.94 0.50
1:q:329:GLN:HE21 1:q:635:LYS:HE2 1.75 0.50
1:t:391:PHE:CE1 1:v:678:LYS:HD3 2.46 0.50
1:t:689:ASN:HB3 1:t:697:GLN:NE2 2.26 0.50
1:3:416:MET:HG2 1:3:714: THR:CG2 2.41 0.50
1:5:416:MET:HG2 1:5:714: THR:CG2 2.41 0.50
1:T:689:ASN:HB3 1:T:697:GLN:NE2 2.26 0.50
1:a:234:THR:0G1 1:a:664:MET:O 2.26 0.50
1:b:255:THR:HG23 1:b:374:ASN:O 2.11 0.50
1:¢:689:ASN:HB3 1:¢:697:GLN:NE2 2.26 0.50
1:d:689:ASN:HB3 1:d:697:GLN:NE2 2.26 0.50
1:€:689:ASN:HB3 1::697:GLN:NE2 2.26 0.50
1:3:689:ASN:HB3 1:j:697:GLN:NE2 2.26 0.50
1:m:689:ASN:HB3 1:m:697:GLN:NE2 2.26 0.50
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1:n:689:ASN:HB3 1:n:697:GLN:NE2 2.26 0.50
1:1:255:THR:HG23 1:1:374:ASN:O 2.11 0.50
1:6:686:TYR:CD1 1:6:710[B]:ARG:NH2 2.80 0.50
1:B:255: THR:HG23 1:B:374:ASN:O 2.11 0.50
1:1:689:ASN:HB3 1:1:697:GLN:NE2 2.26 0.50
1:J:329:GLN:HE21 1:J:635:LYS:HE2 1.75 0.50
1:N:689:ASN:HB3 1:N:697:GLN:NE2 2.26 0.50
1:T:225:MET:HE3 1:T:228|A]:ARG:HB2 1.94 0.50
1:V:441: THR:HG21 1:€:481:ASN:HB3 1.94 0.50
1:2:689:ASN:HB3 1:2:697:GLN:NE2 2.26 0.50
1:1:689:ASN:HB3 1:1:697:GLN:NE2 2.26 0.50
1:t:593:GLN:NE2 1:u:610: THR:HA 2.26 0.50
1:u:689:ASN:HB3 1:u:697:GLN:NE2 2.26 0.50
1:5:689:ASN:HB3 1:5:697:GLN:NE2 2.26 0.50
1:A:416:MET:HG2 1:A:714:THR:CG2 2.41 0.50
1:C:441: THR:HG21 1:b:481:ASN:HB3 1.94 0.50
1:1:689:ASN:HB3 1:L:697:GLN:NE2 2.26 0.50
1:V:536:ALA:O 1:X:445:ASN:HB2 2.12 0.50
1:V:686:TYR:HE1 1:V:710|B]:ARG:NH2 2.10 0.50
1:d:683:GLU:OE1 1:d:717:LEU-HG 2.12 0.50
1:n:683:GLU:OE1 1:n:717:LEU:HG 2.12 0.50
1:q:678:LYS:HD3 1:r:391:PHE:CE1 2.46 0.50
1:u:686:TYR:CE1 1:u:710[B]:ARG:NH2 2.80 0.50
1:w:276:HIS:HD2 1:w:600:GLN:HA 1.75 0.50
1:x:678:LYS:HD3 1:y:391:PHE:CE1 2.47 0.50
1:y:234: THR:0G1 1:y:664:MET:O 2.26 0.50
1:2:689:ASN:HB3 1:2:697:GLN:NE2 2.26 0.50
1:2:329:GLN:HE21 1:2:635:LYS:HE2 1.75 0.50
1:C:689:ASN:HB3 1:C:697:GLN:NE2 2.26 0.50
1:D:381:PRO:HB2 1:P:684:1ILE:HD11 1.94 0.50
1:H:234: THR:OG1 1:H:664:MET:O 2.26 0.50
1:K:391:PHE:CE1 1:8:678:LYS:HD3 2.47 0.50
1:K:683:GLU:OE1 1:K:717:.LEU:HG 2.12 0.50
1:R:329:GLN:HE21 1:R:635:LYS:HE2 1.75 0.50
1:Y:255:THR:HG23 1:Y:374:ASN:O 2.11 0.50
1:d:416:MET:HG2 1:d:714: THR:CG2 2.41 0.50
1:1:234: THR:OG1 1:1:664:MET:O 2.26 0.50
1:n:416:MET:HG2 1:n:714:THR:CG2 2.41 0.50
1:4:683:GLU:OFE1 1:4:717:LEU:HG 2.12 0.50
1:B:381:PRO:HB2 1:L:684:ILE:HD11 1.94 0.50
1:C:536:ALA:O 1:M:445:ASN:HB2 2.12 0.50
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1:D:441: THR:HG21 1:N:481:ASN:HB3 1.94 0.50
1:E:276:HIS:HD2 1:E:600:GLN:HA 1.74 0.50
1:H:689:ASN:HB3 1:H:697:GLN:NE2 2.26 0.50
1:J:683:GLU:OE1 1:J:717:.LEU:HG 2.12 0.50
1:K:689:ASN:HB3 1:K:697:GLN:NE2 2.26 0.50
1:0:234: THR:OG1 1:0:664:MET:O 2.26 0.50
1:n:255: THR:HG23 1:n:374:ASN:O 2.11 0.50
1:5:255: THR:HG23 1:5:374:ASN:O 2.11 0.50
1:4:689:ASN:HB3 1:4:697:GLN:NE2 2.26 0.50
1:6:441: THR:HG21 1:7:481:ASN:HB3 1.92 0.50
1:7:255: THR:HG23 1:7:374:ASN:O 2.11 0.50
1:8:255: THR:HG23 1:8:374:ASN:O 2.11 0.50
1:B:391:PHE:CE1 1:L:678:LYS:HD3 2.47 0.49
1:1:683:GLU:OE1 1.I.717.LEU:-HG 2.12 0.49
1:U:255:THR:HG23 1:U:374:ASN:O 2.11 0.49
1:7:255: THR:HG23 1:7:374:ASN:O 2.11 0.49
1:d:255: THR:HG23 1:d:374:ASN:O 2.11 0.49
1:£:678:LYS:HD3 1:h:391:PHE:CE1 2.47 0.49
1:£:689:ASN:HB3 1:£:697:GLN:NE2 2.26 0.49
1:j:255: THR:HG23 1:3:374:ASN:O 2.11 0.49
1:j:416:MET:HG2 1:j:714: THR:CG2 2.41 0.49
1:k:686:TYR:CD1 1:k:710|B|:ARG:NH2 2.80 0.49
1:m:683:GLU:OE1 1:m:717:LEU:HG 2.12 0.49
1:5:234: THR:OG1 1:5:664:MET:O 2.26 0.49
1:y:329:GLN:HE21 1:y:635:LYS:HE2 1.75 0.49
1:2:683:GLU:OFE1 1:2:717:LEU:HG 2.12 0.49
1:7:329:GLN:HE21 1:7:635:LYS:HE2 1.75 0.49
1:H:684:1LE:HD11 1:W:381:PRO:HB2 1.94 0.49
1:P:416:MET:HG2 1:P:714: THR:CG2 2.41 0.49
1:S:683:GLU:OE1 1:S:717:LEU:HG 2.12 0.49
1:T:683:GLU:OE1 1. T:717.LEU:HG 2.12 0.49
1:U:683:GLU:OE1 1:U:717:LEU:HG 2.12 0.49
1:X:689:ASN:HB3 1:X:697:GLN:NE2 2.26 0.49
1:a:683:GLU:OE1 1:a:717:LEU:HG 2.12 0.49
1:¢:683:GLU:OE1 1:c:717:-LEU:HG 2.12 0.49
1:1:683:GLU:OE1 1:1:717:LEU:HG 2.12 0.49
1:q:683:GLU:OE1 1:q:717:LEU:HG 2.12 0.49
1:t:347:GLU:OE2 1:v:450:LYS:NZ 2.28 0.49
1:u:683:GLU:OE1 1:w:717:LEU-HG 2.12 0.49
1:w:593:GLN:NE2 1:x:610: THR:HA 2.26 0.49
1:D:234:THR:0G1 1:D:664:MET:O 2.26 0.49
Continued on next page...
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1:E:341:ILE:H 1:E:631:GLN:NE2 2.11 0.49
1:G:450:LYS:NZ 1:1:347:GLU:OE2 2.28 0.49
1:L:683:GLU:OE1 1:L:717:.LEU:HG 2.12 0.49
1:M:234:THR:0G1 1:M:664:MET:O 2.26 0.49
1:M:341:ILE:H 1:M:631:GLN:NE2 2.11 0.49
1:0:683:GLU:OE1 1:0:717:LEU:HG 2.12 0.49
1:R:683:GLU:OE1 1:R:717.LEU:HG 2.12 0.49
1:T:255:THR:HG23 1:T:374:ASN:O 2.11 0.49
1:V:683:GLU:OE1 1:V:717:LEU:HG 2.12 0.49
1:Y:329:GLN:HE21 1:Y:635:LYS:HE2 1.75 0.49
1:7:683:GLU:OE1 1:Z2:717:LEU:HG 2.12 0.49
1:7:689:ASN:HB3 1:7:697:GLN:NE2 2.26 0.49
1:b:689:ASN:HB3 1:b:697:GLN:NE2 2.26 0.49
l:c:341:ILE:H 1:¢:631:GLN:NE2 2.11 0.49
1:¢:678:LYS:HD3 1:0:391:PHE:CE1 2.47 0.49
l:e:341:ILE:H 1:¢:631:GLN:NE2 2.11 0.49
1::683:GLU:OE1 1l:e:717:LEU:HG 2.12 0.49
1:1:683:GLU:OE1 1:£:717:LEU:HG 2.12 0.49
1:h:341:ILE:H 1:h:631:GLN:NE2 2.11 0.49
1:k:234:THR:OG1 1:k:664:MET:O 2.26 0.49
1:0:689:ASN:HB3 1:0:697:GLN:NE2 2.26 0.49
1:p:329:GLN:HE21 1:p:635:LYS:HE2 1.75 0.49
1:p:689:ASN:HB3 1:p:697:GLN:NE2 2.26 0.49
1:q:684:ILE:CG2 1:x:690|B|:PHE:CZ 2.95 0.49
1:5:683:GLU:OE1 1:s:717:LEU:HG 2.12 0.49
1:w:341:1LE:H 1:w:631:GLN:NE2 2.11 0.49
1:x:689:ASN:HB3 1:x:697:GLN:NE2 2.26 0.49
1:1:683:GLU:OE1 1:1:717:LEU:HG 2.12 0.49
1:3:683:GLU:OE1 1:3:717:LEU:HG 2.12 0.49
1:4:341:1LE:H 1:4:631:GLN:NE2 2.11 0.49
1:8:683:GLU:OFE1 1:8:717:LEU:HG 2.12 0.49
1:8:689:ASN:HB3 1:8:697:GLN:NE2 2.26 0.49
1:B:683:GLU:OE1 1:B:717.LEU:HG 2.12 0.49
1:D:341:1LE:H 1:D:631:GLN:NE2 2.11 0.49
1:D:683:GLU:OE1 1:D:717:LEU:HG 2.12 0.49
1:K:341:ILE:H 1:K:631:GLN:NE2 2.11 0.49
1:P:255: THR:HG23 1:P:374:ASN:O 2.11 0.49
1:V:329:GLN:HE21 1:V:635:LYS:HE2 1.75 0.49
1:V:689:ASN:HB3 1:V:697:GLN:NE2 2.26 0.49
1:b:683:GLU:OE1 1:b:717:LEU.-HG 2.12 0.49
1:£:687:THR:O 1:£:710[A]:ARG:NH1 2.36 0.49
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1:k:341:1ILE:H 1:k:631:GLN:NE2 2.11 0.49
1:m:255:THR:HG23 1:m:374:ASN:O 2.11 0.49
1:p:683:GLU:OE1 1:p:717:LEU:HG 2.12 0.49
1:r:683:GLU:OE1 1:r:717:LEU:HG 2.12 0.49
1:x:686: TYR:CE1 1:x:710|B]:ARG:NH2 2.80 0.49
1:1:593:GLN:NE2 1:2:610: THR:HA 2.27 0.49
1:3:689:ASN:HB3 1:3:697:GLN:NE2 2.26 0.49
1:E:683:GLU:OE1 1:E:717:LEU:HG 2.12 0.49
1:K:225:MET:HE3 1:K:228|A|:ARG:HB2 1.94 0.49
1:N:341:ILE:H 1:N:631:GLN:NE2 2.11 0.49
1:N:683:GLU:OE1 1:N:717:LEU:HG 2.12 0.49
1:Q:689:ASN:HB3 1:Q:697:GLN:NE2 2.26 0.49
1:T:391:PHE:CE1 1:1:678:LYS:HD3 2.47 0.49
1:T:678:LYS:HD3 1:d:391:PHE:CE1 2.46 0.49
1:V:391:PHE:CE1 1:X:678:LYS:HD3 2.47 0.49
1:W:482:ASN:OD1 1:W:483:PRO:HD2 2.13 0.49
1:X:482:ASN:OD1 1:X:483:PRO:HD2 2.13 0.49
1:1:683:GLU:OE1 1:1:717.LEU:HG 2.12 0.49
1:k:683:GLU:OFE1 1:k:717:LEU:HG 2.12 0.49
1:0:683:GLU:OFE1 1:0:717:LEU:HG 2.12 0.49
1:x:683:GLU:OE1 1:x:717:LEU:HG 2.12 0.49
1:2:683:GLU:OE1 1:z:717:LEU:HG 2.12 0.49
1:6:482:ASN:OD1 1:6:483:PRO:HD?2 2.13 0.49
1:A:347:GLU:OE2 1:1:450:LYS:NZ 2.29 0.49
1:C:341:ILE:H 1:C:631:GLN:NE2 2.11 0.49
1:N:482:ASN:OD1 1:N:483:PRO:HD2 2.13 0.49
1:0:441: THR:HG21 1:m:481:ASN:HB3 1.94 0.49
1:Q:341:1LE:H 1:Q:631:GLN:NE2 2.11 0.49
1:R:255:THR:HG23 1:R:374:ASN:O 2.11 0.49
1:T:341:ILE:H 1:T:631:GLN:NE2 2.11 0.49
1:U:482:ASN:OD1 1:U:483:PRO:HD2 2.13 0.49
1:W:683:GLU:OE1 1:W:717:LEU:HG 2.12 0.49
1:X:683:GLU:OFE1 1:X:717:LEU:HG 2.12 0.49
1:7:482:ASN:OD1 1:7:483:PRO:HD2 2.13 0.49
1:a:689:ASN:HB3 1:a:697:GLN:NE2 2.26 0.49
1:g:341:1LE:H 1:g:631:GLN:NE2 2.11 0.49
1:1:341:ILE:H 1:1:631: GLN:NE2 2.11 0.49
1:1:482:ASN:OD1 1:1:483:PRO:HD2 2.13 0.49
1:m:341:ILE:H 1:m:631:GLN:NE2 2.11 0.49
1:0:482:ASN:OD1 1:0:483:PRO:HD2 2.13 0.49
1:q:441:THR:HG21 1:1:481:ASN:HB3 1.95 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
1:5:482:ASN:OD1 1:5:483:PRO:HD2 2.13 0.49
1:u:678:LYS:HD3 1:v:391:PHE:CE1 2.47 0.49
1:w:683:GLU:OE1 1:w:717:LEU:HG 2.12 0.49
1:w:686:TYR:CE1 1:w:710[A]:ARG:NH2 2.81 0.49
1:3:347:GLU:OE2 1:4:450:LYS:NZ 2.27 0.49
1:6:683:GLU:OE1 1:6:717:LEU:HG 2.12 0.49
1:8:482:ASN:OD1 1:8:483:PRO:HD2 2.13 0.49
1:A:482:ASN:OD1 1:A:483:PRO:HD2 2.13 0.49
1:C:234:THR:0G1 1:C:664:MET:O 2.26 0.49
1:C:391:PHE:CE1 1:M:678:LYS:HD3 2.47 0.49
1:F:381:PRO:HB2 1:Q:684:1LE:HD11 1.95 0.49
1:1:482:ASN:OD1 1:1:483:PRO:HD2 2.13 0.49
1:J:341:ILE:H 1:J:631:GLN:NE2 2.11 0.49
1:K:234:THR:O0G1 1:K:664:MET:O 2.26 0.49
1:K:450:LYS:NZ 1:a:347:GLU:OE2 2.29 0.49
1:P:482:ASN:OD1 1:P:483:PRO:HD2 2.13 0.49
1:Q:234:THR:OG1 1:Q:664:MET:O 2.26 0.49
1:R:536:ALA:O 1:U:445:ASN:HB2 2.13 0.49
1:S:689:ASN:HB3 1:S:697:GLN:NE2 2.26 0.49
1:V:482:ASN:OD1 1:V:483:PRO:HD2 2.13 0.49
1:g:234:THR:OG1 1:g:664:MET:O 2.26 0.49
1:h:234:THR:OG1 1:h:664:MET:O 2.26 0.49
1:u:482:ASN:OD1 1:u:483:PRO:HD2 2.13 0.49
1:v:482:ASN:OD1 1:v:483:PRO:HD2 2.13 0.49
1:5:683:GLU:OFE1 1:5:717:LEU:HG 2.12 0.49
1:E:482:ASN:OD1 1:E:483:PRO:HD2 2.13 0.49
1:F:683:GLU:OE1 1.F:717.LEU:HG 2.12 0.49
1:G:341:ILE:H 1:G:631:GLN:NE2 2.11 0.49
1:H:683:GLU:OE1 1:H:717:LEU:HG 2.12 0.49
1:L:341:ILE:H 1:1L:631:GLN:NE2 2.11 0.49
1:P:341:1ILE:H 1:P:631:GLN:NE2 2.11 0.49
1:R:381:PRO:HB2 1:U:684:ILE:HD11 1.94 0.49
1:U:341:ILE:H 1:U:631:GLN:NE2 2.11 0.49
1:Y:482:ASN:OD1 1:Y:483:PRO:HD2 2.13 0.49
1:Y:683:GLU:OE1 1:Y:717:LEU:HG 2.12 0.49
1:b:342:LEU:HD13 1:b:631:GLN:HG2 1.95 0.49
1:h:710[B]:ARG:NH1 1:h:711:THR:O 2.46 0.49
1:j:341:ILE:H 1:j:631:GLN:NE2 2.11 0.49
1:0:416:MET:HG2 1:0:714: THR:CG2 2.41 0.49
1:p:482:ASN:OD1 1:p:483:PRO:HD?2 2.13 0.49
1:q:255: THR:HG23 1:q:374:ASN:O 2.11 0.49
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1:t:341:1ILE:H 1:t:631:GLN:NE2 2.11 0.49
1:t:686: TYR:CE1 1:t:710[A]:ARG:NH2 2.81 0.49
1:w:482:ASN:OD1 1:w:483:PRO:HD2 2.13 0.49
1:y:683:GLU:OE1 1:y:717:LEU:HG 2.12 0.49
1:2:341:ILE:H 1:2:631:GLN:NE2 2.11 0.49
1:1:341:ILE:H 1:1:631:GLN:NE2 2.11 0.49
1:2:225:MET:HE3 1:2:228|A]:ARG:HB2 1.94 0.49
1:2:341:ILE:H 1:2:631:GLN:NE2 2.11 0.49
1:7:482:ASN:OD1 1:7:483:PRO:HD2 2.13 0.49
1:7:683:GLU:OE1 1:7:717:LEU:HG 2.12 0.49
1:A:381:PRO:HB2 1:1:684:ILE:HD11 1.95 0.49
1:C:482:ASN:OD1 1:C:483:PRO:HD2 2.13 0.49
1:C:686:TYR:HE1 1:C:710|B]:ARG:NH2 2.10 0.49
1:G:683:GLU:OE1 1:G:717:.LEU:HG 2.12 0.49
1:J:342:LEU:HD13 1:J:631:GLN:HG2 1.95 0.49
1:Q:683:GLU:OE1 1:Q:717:LEU:HG 2.12 0.49
1:X:416:MET:HG2 1:X:714: THR:CG2 2.41 0.49
1:7:381:PRO:HB2 1:3:684:ILE:HD11 1.94 0.49
1:d:341:ILE:H 1:d:631:GLN:NE2 2.11 0.49
1:g:482:ASN:OD1 1:2:483:PRO:HD2 2.13 0.49
1:3:482:ASN:OD1 1:3:483:PRO:HD2 2.13 0.49
1:m:482:ASN:OD1 1:m:483:PRO:HD2 2.13 0.49
1:n:341:1ILE:H 1:n:631:GLN:NE2 2.11 0.49
1:q:593:GLN:NE2 1:r:610: THR:HA 2.27 0.49
1:1:689:ASN:HB3 1:r:697:GLN:NE2 2.26 0.49
1:t:342:LEU:HD13 1:t:631:GLN:HG2 1.95 0.49
1:t:482:ASN:OD1 1:t:483:PRO:HD2 2.13 0.49
1:v:683:GLU:OE1 1:v:717:-LEU:HG 2.12 0.49
1:x:234:THR:OG1 1:x:664:MET:O 2.26 0.49
1:x:341:ILE:H 1:x:631:GLN:NE2 2.11 0.49
1:x:482:ASN:OD1 1:x:483:PRO:HD2 2.13 0.49
1:2:342:LEU:HD13 1:2:631:GLN:HG2 1.95 0.49
1:6:342:LEU:HD13 1:6:631:GLN:HG2 1.95 0.49
1:B:341:ILE:H 1:B:631:GLN:NE2 2.11 0.49
1:F:482:ASN:OD1 1:F:483:PRO:HD2 2.13 0.49
1:G:342:LEU:HD13 1:G:631:GLN:HG2 1.95 0.49
1:G:482:ASN:OD1 1:G:483:PRO:HD2 2.13 0.49
1:M:683:GLU:OE1 1:M:717:LEU:HG 2.12 0.49
1:T:482:ASN:OD1 1:T:483:PRO:HD2 2.13 0.49
1:W:342:LEU:HD13 1:W:631:GLN:HG2 1.95 0.49
1:X:341:ILE:H 1:X:631:GLN:NE2 2.11 0.49
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1:X:481:ASN:HB3 1:e:441: THR:HG21 1.93 0.49
1:2:482:ASN:OD1 1:a:483:PRO:HD2 2.13 0.49
1:b:482:ASN:OD1 1:b:483:PRO:HD2 2.13 0.49
1:¢:482:ASN:OD1 1:¢:483:PRO:HD2 2.13 0.49
1:€:482:ASN:OD1 1:¢:483:PRO:HD2 2.13 0.49
1:£:342:LEU:HD13 1:£:631:GLN:HG2 1.95 0.49
1:£:482:ASN:OD1 1:£:483:PRO:HD2 2.13 0.49
1:1:678:LYS:HD3 1:j:391:PHE:CE1 2.48 0.49
1:j:678:LYS:HD3 1:k:391:PHE:CE1 2.48 0.49
1:0:341:ILE:H 1:0:631:GLN:NE2 2.11 0.49
1:0:710[B]:ARG:NH1 1:0:711:THR:O 2.46 0.49
1:5:341:ILE:H 1:5:631:GLN:NE2 2.11 0.49
1:w:342:LEU:HD13 1:w:631:GLN:HG2 1.95 0.49
1:3:482:ASN:OD1 1:3:483:PRO:HD2 2.13 0.49
1:4:234: THR:0G1 1:4:664:MET:O 2.26 0.49
1:A:342:LEU:HD13 1:A:631:GLN:HG2 1.95 0.48
1:B:536:ALA:O 1:1:445:ASN:HB2 2.13 0.48
1:C:683:GLU:OE1 1:C:717.LEU:HG 2.12 0.48
1:0:381:PRO:HB2 1:n:684:1LE:HD11 1.95 0.48
1:T:684:ILE:HD11 1:d:381:PRO:HB2 1.94 0.48
1:2:683:GLU:OE1 1:g:717:LEU:-HG 2.12 0.48
1:h:683:GLU:OE1 1:h:717:.LEU:HG 2.12 0.48
1:3:593:GLN:NE2 1:k:610: THR:HA 2.27 0.48
1:j:683:GLU:OFE1 1:j:717:LEU-HG 2.12 0.48
1:m:342:LEU:HD13 1:m:631:GLN:HG2 1.95 0.48
1:u:342:LEU:HD13 1:u:631:GLN:HG2 1.95 0.48
1:u:690|B|:PHE:CE1 1:1:684:ILE:HG23 2.48 0.48
1:y:482:ASN:OD1 1:y:483:PRO:HD2 2.13 0.48
1:y:686: TYR:HD1 1:y:710[B]:ARG:NH2 2.10 0.48
1:A:683:GLU:OE1 1:A:717:LEU:-HG 2.12 0.48
1:E:342:LEU:HD13 1:E:631:GLN:HG2 1.95 0.48
1:F:341:1ILE:H 1:F:631:GLN:NE2 2.11 0.48
1:1:342:LEU:HD13 1:1:631:GLN:HG2 1.95 0.48
1:J:482:ASN:OD1 1:J:483:PRO:HD2 2.13 0.48
1:1L:342:LEU:HD13 1:L:631:GLN:HG2 1.95 0.48
1:Q:482:ASN:OD1 1:Q:483:PRO:HD2 2.13 0.48
1:T:342:LEU:HD13 1:T:631:GLN:HG2 1.95 0.48
1:V:341:.ILE:H 1:V:631:GLN:NE2 2.11 0.48
1:¢:420:ASN:HB3 1:¢:720: THR:HA 1.96 0.48
1:c:441: THR:HG21 1:0:481:ASN:HB3 1.94 0.48
1:g:684:ILE:CG2 1:2:690|B|:PHE:CZ 2.95 0.48
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1:p:341:1LE:H 1:p:631:GLN:NE2 2.11 0.48
1:q:341:ILE:H 1:q:631:GLN:NE2 2.11 0.48
1:5:342:LEU:HD13 1:5:631:GLN:HG2 1.95 0.48
1:t:683:GLU:OE1 1:t:717:LEU:HG 2.12 0.48
1:1:482:ASN:OD1 1:1:483:PRO:HD2 2.13 0.48
1:2:482:ASN:OD1 1:2:483:PRO:HD2 2.13 0.48
1:3:341:ILE:H 1:3:631:GLN:NE2 2.11 0.48
1:5:341:ILE:H 1:5:631:GLN:NE2 2.11 0.48
1:B:482:ASN:OD1 1:B:483:PRO:HD2 2.13 0.48
1:D:420:ASN:HB3 1:D:720: THR:HA 1.96 0.48
1:H:341:ILE:H 1:H:631:GLN:NE2 2.11 0.48
1:H:482:ASN:OD1 1:H:483:PRO:HD2 2.13 0.48
1:K:342:LEU:HD13 1:K:631:GLN:HG2 1.95 0.48
1:P:683:GLU:OE1 1:P:717:LEU:HG 2.12 0.48
1:R:341:1LE:H 1:R:631:GLN:NE2 2.11 0.48
1:R:391:PHE:CE1 1:U:678:LYS:HD3 2.47 0.48
1:U:342:LEU:HD13 1:U:631:GLN:HG2 1.95 0.48
l:a:341:ILE:H 1:a:631:GLN:NE2 2.11 0.48
1:a:450:LYS:NZ 1:8:347:GLU:OE2 2.28 0.48
1:e:420:ASN:HB3 1:e:720: THR:HA 1.96 0.48
1:m:450:LYS:NZ 1:n:347:GLU:OE2 2.27 0.48
1:q:684:ILE:HG23 1:x:690|B|:PHE:CE1 2.48 0.48
1:u:690(B|:PHE:CZ 1:1:684:ILE:CG2 2.95 0.48
1:v:342:LEU:HD13 1:v:631:GLN:HG2 1.95 0.48
1l:y:341:1LE:H 1:y:631:GLN:NE2 2.11 0.48
1:2:342:LEU:HD13 1:2:631:GLN:HG2 1.95 0.48
1:2:482:ASN:OD1 1:2:483:PRO:HD2 2.13 0.48
1:K:482:ASN:OD1 1:K:483:PRO:HD2 2.13 0.48
1:K:684:ILE:HD11 1:a:381:PRO:HB2 1.94 0.48
1:1:234:THR:OG1 1:L:664:MET:O 2.26 0.48
1:R:482:ASN:0OD1 1:R:483:PRO:HD2 2.13 0.48
1:k:420:ASN:HB3 1:k:720: THR:HA 1.96 0.48
1:1r:342:LEU:HD13 1:r:631:GLN:HG2 1.95 0.48
1:2:420:ASN:HB3 1:2:720: THR:HA 1.96 0.48
1:3:481:ASN:HB3 1:4:441: THR:HG21 1.96 0.48
1:4:342:LEU:HD13 1:4:631:GLN:HG2 1.95 0.48
1:B:420:ASN:HB3 1:B:720: THR:HA 1.96 0.48
1:C:342:LEU:HD13 1:C:631:GLN:HG2 1.95 0.48
1:E:381:PRO:HB2 1:F:684:1ILE:HD11 1.96 0.48
1:H:342:LEU:HD13 1:H:631:GLN:HG2 1.95 0.48
1:H:678:LYS:HD3 1:W:391:PHE:CE1 2.49 0.48
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1:1:420:ASN:HB3 1:L:720: THR:HA 1.96 0.48
1:1:482:ASN:OD1 1:L:483:PRO:HD2 2.13 0.48
1:P:234: THR:OG1 1:P:664:MET:O 2.26 0.48
1:R:420:ASN:HB3 1:R:720: THR:HA 1.96 0.48
1:c:610: THR:HA 1:p:593:GLN:NE2 2.29 0.48
1:k:482:ASN:ND2 1:k:484:GLN:HE21 2.12 0.48
1:q:420:ASN:HB3 1:q:720: THR:HA 1.96 0.48
1:r:341:1LE:H 1:1:631:GLN:NE2 2.11 0.48
1:u:341:1LE:H 1:u:631:GLN:NE2 2.11 0.48
1:5:482:ASN:OD1 1:5:483:PRO:HD2 2.13 0.48
1:D:482:ASN:ND2 1:D:484:GLN:HE21 2.12 0.48
1:D:482:ASN:OD1 1:D:483:PRO:HD2 2.13 0.48
1:S:342:LEU:HD13 1:S5:631:GLN:HG2 1.95 0.48
1:V:342:LEU:HD13 1:V:631:GLN:HG2 1.95 0.48
1:W:341:ILE:H 1:W:631:GLN:NE2 2.11 0.48
1:W:441: THR:HG21 1:Y:481:ASN:HB3 1.94 0.48
1:j:482:ASN:ND2 1:j:484:GLN:HE21 2.12 0.48
1:j:686: TYR:CE1 1:j:710[A]:ARG:NH2 2.81 0.48
1:q:482:ASN:0OD1 1:q:483:PRO:HD2 2.13 0.48
1:1:420:ASN:HB3 1:1:720: THR:HA 1.96 0.48
1:4:482:ASN:OD1 1:4:483:PRO:HD2 2.13 0.48
1:C:347:GLU:OE2 1:M:450:LYS:NZ 2.29 0.48
1:H:347:GLU:OE2 1:Y:450:LYS:NZ 2.28 0.48
1:H:482:ASN:ND2 1:H:484:GLN:HE21 2.12 0.48
1:M:482:ASN:OD1 1:M:483:PRO:HD2 2.13 0.48
1:N:482:ASN:ND2 1:N:484:GLN:HE21 2.12 0.48
1:N:678:LYS:HD3 1:P:391:PHE:CE1 2.49 0.48
1:P:482:ASN:ND2 1:P:484:GLN:HE21 2.12 0.48
1:S:341:1LE:H 1:S:631:GLN:NE2 2.11 0.48
1:b:482:ASN:ND2 1:b:484:GLN:HE21 2.12 0.48
1:1:482:ASN:ND2 1:1:484:GLN:HE21 2.12 0.48
1:g:342:LEU:HD13 1:2:631:GLN:HG2 1.95 0.48
1:h:482:ASN:OD1 1:h:483:PRO:HD2 2.13 0.48
1:k:482:ASN:OD1 1:k:483:PRO:HD2 2.13 0.48
1:1:420:ASN:HB3 1:1:720: THR:HA 1.95 0.48
1:n:342:LEU:HD13 1:n:631:GLN:HG2 1.95 0.48
1:p:342:LEU:HD13 1:p:631:GLN:HG2 1.95 0.48
1:r:225:-MET:HE3 1:1:228|A|:ARG:HB2 1.94 0.48
1:5:342:LEU:HD13 1:5:631:GLN:HG2 1.95 0.48
1:5:482:ASN:ND2 1:5:484:GLN:HE21 2.12 0.48
1:B:482:ASN:ND2 1:B:484:GLN:HE21 2.12 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:K:420:ASN:HB3 1:K:720: THR:HA 1.96 0.48
1:0:420:ASN:HB3 1:0:720: THR:HA 1.96 0.48
1:Q:342:LEU:HD13 1:Q:631:GLN:HG2 1.95 0.48
1:Q:482:ASN:ND2 1:Q:484:GLN:HE21 2.12 0.48
1:T:234:THR:0G1 1:T:664:MET:O 2.26 0.48
1:¢:234:THR:OG1 1l:e:664:MET:O 2.26 0.48
1:g:420:ASN:HB3 1:g:720: THR:HA 1.96 0.48
1:n:482:ASN:ND2 1:n:484:GLN:HE21 2.12 0.48
1:2:234: THR:OG1 1:2:664:MET:O 2.26 0.48
1:2:593:GLN:NE2 1:1:610: THR:HA 2.29 0.48
1:5:593:GLN:NE2 1:6:610: THR:HA 2.27 0.48
1:6:341:ILE:H 1:6:631:GLN:NE2 2.11 0.48
1:C:420:ASN:HB3 1:C:720: THR:HA 1.96 0.48
1:F:482:ASN:ND2 1:F:484:GLN:HE21 2.12 0.48
1:1:341:1LE:H 1:1:631: GLN:NE2 2.11 0.48
1:S:482:ASN:ND2 1:S:484:GLN:HE21 2.12 0.48
1:T:450:LYS:NZ 1:d:347:GLU:OE2 2.29 0.48
1:U:482:ASN:ND2 1:U:484:GLN:HE21 2.12 0.48
1:d:342:LEU:HD13 1:d:631:GLN:HG2 1.95 0.48
1:d:420:ASN:HB3 1:d:720: THR:HA 1.95 0.48
1:d:482:ASN:ND2 1:d:484:GLN:HE21 2.12 0.48
1:€:482:ASN:ND2 1:e:484:GLN:HE21 2.12 0.48
1:1:482:ASN:ND2 1:1:484:GLN:HE21 2.12 0.48
1:j:234: THR:OG1 1:j:664:MET:O 2.26 0.48
1:j:686: TYR:CD1 1:j:710|B]:ARG:NH2 2.82 0.48
1:v:420:ASN:HB3 1:v:720: THR:HA 1.96 0.48
1:v:686: TYR:HD1 1:v:710|B]:ARG:NH2 2.10 0.48
1:w:420:ASN:HB3 1:w:720: THR:HA 1.96 0.48
1:x:342:LEU:HD13 1:x:631:GLN:HG2 1.95 0.48
1:x:482:ASN:ND2 1:x:484:GLN:HE21 2.12 0.48
1:y:482:ASN:ND2 1:y:484:GLN:HE21 2.12 0.48
1:4:420:ASN:HB3 1:4:720: THR:HA 1.96 0.48
1:5:391:PHE:CE1 1:7:678:LYS:HD3 2.48 0.48
1:5:686: TYR:CD1 1:5:710[B]:ARG:NH2 2.82 0.48
1:7:420:ASN:HB3 1:7:720: THR:HA 1.96 0.48
1:A:450:LYS:NZ 1:G:347:GLU:OE2 2.29 0.48
1:B:342:LEU:HD13 1:B:631:GLN:HG2 1.95 0.48
1:C:482:ASN:ND2 1:C:484:GLN:HE21 2.12 0.48
1:H:420:ASN:HB3 1:H:720: THR:HA 1.96 0.48
1:0:482:ASN:ND2 1:0:484:GLN:HE21 2.12 0.48
1:R:482:ASN:ND2 1:R:484:GLN:HE21 2.12 0.48
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Atom-1 Atom-2 distance (A) overlap (A)

1:Y:341:1ILE:H 1:Y:631:GLN:NE2 2.11 0.48
1:b:341:1ILE:H 1:b:631:GLN:NE2 2.11 0.48
1:¢:482:ASN:ND2 1:c:484:GLN:HE21 2.12 0.48
1:n:482:ASN:OD1 1:n:483:PRO:HD2 2.13 0.48
1:1:482:ASN:ND2 1:1:484:GLN:HE21 2.12 0.48
1:5:482:ASN:ND2 1:5:484:GLN:HE21 2.12 0.48
1:2:686:TYR:CE1 1:2:710[A|:ARG:NH2 2.82 0.48
1:1:342:LEU:HD13 1:1:631:GLN:HG2 1.95 0.48
1:1:482: ASN:ND2 1:1:484:GLN:HE21 2.12 0.48
1:6:593:GLN:NE2 1:7:610: THR:HA 2.29 0.48
1:8:341:ILE:H 1:8:631:GLN:NE2 2.11 0.48
1:A:420:ASN:HB3 1:A:720: THR:HA 1.96 0.47
1:A:482:ASN:ND2 1:A:484:GLN:HE21 2.12 0.47
1:E:420:ASN:HB3 1:E:720: THR:HA 1.96 0.47
1:T:482:ASN:ND2 1:T:484:GLN:HE21 2.12 0.47
1:Y:420:ASN:HB3 1:Y:720: THR:HA 1.96 0.47
1:7:341:ILE:H 1:7:631:GLN:NE2 2.11 0.47
1:£:610: THR:HA 1:2:593:GLN:NE2 2.29 0.47
1:g:482:ASN:ND2 1:g:484:GLN:HE21 2.12 0.47
1:h:342:LEU:HD13 1:h:631:GLN:HG2 1.95 0.47
1:1:593: GLN:NE2 1:j:610: THR:HA 2.29 0.47
1:1:610: THR:HA 1:k:593:GLN:NE2 2.29 0.47
1:1:482:ASN:ND2 1:1:484:GLN:HE21 2.12 0.47
1:m:482:ASN:ND2 1:m:484:GLN:HE21 2.12 0.47
1:n:420:ASN:HB3 1:n:720: THR:HA 1.96 0.47
1:q:482:ASN:ND2 1:q:484:GLN:HE21 2.12 0.47
1:5:420:ASN:HB3 1:5:720: THR:HA 1.96 0.47
1:5:610: THR:HA 1:7:593:GLN:NE2 2.29 0.47
1:D:342:LEU:HD13 1:D:631:GLN:HG2 1.95 0.47
1:1:482:ASN:ND2 1:1:484:GLN:HE21 2.12 0.47
1:M:391:PHE:CE1 1:b:678:LYS:HD3 2.50 0.47
1:a:482:ASN:ND2 1:a:484:GLN:HE21 2.12 0.47
1:¢:234:THR:OG1 1:c:664:MET:O 2.26 0.47
1:d:482:ASN:OD1 1:d:483:PRO:HD2 2.13 0.47
1:£:341:ILE:H 1:£:631:GLN:NE2 2.11 0.47
1:k:342:LEU:HD13 1:k:631:GLN:HG2 1.95 0.47
1:1:482:ASN:OD1 1:1:483:PRO:HD2 2.13 0.47
1:n:234:THR:0G1 1:n:664:MET:O 2.26 0.47
1:t:441: THR:HG21 1:u:481:ASN:HB3 1.96 0.47
1:v:482:ASN:ND2 1:v:484:GLN:HE21 2.12 0.47
1:x:420:ASN:HB3 1:x:720: THR:HA 1.96 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

1:2:678:LYS:HD3 1:1:391:PHE:CE1 2.49 0.47
1:1:441: THR:HG21 1:2:481:ASN:HB3 1.95 0.47
1:7:341:1ILE:H 1:7:631:GLN:NE2 2.11 0.47
1:8:482: ASN:ND2 1:8:484:GLN:HE21 2.12 0.47
1:C:450:LYS:NZ 1:b:347:GLU:OE2 2.28 0.47
1:D:391:PHE:CE1 1:P:678:LYS:HD3 2.49 0.47
1:F:416:MET:-HG2 1:F:714: THR:HG22 1.97 0.47
1:F:536:ALA:O 1:Q:445:ASN:HB2 2.14 0.47
1:H:391:PHE:CE1 1:Y:678:LYS:HD3 2.49 0.47
1:M:342:LEU:HD13 1:M:631:GLN:HG2 1.95 0.47
1:0:482:ASN:OD1 1:0:483:PRO:HD2 2.13 0.47
1:Q:420:ASN:HB3 1:Q:720: THR:HA 1.96 0.47
1:X:420:ASN:HB3 1:X:720: THR:HA 1.96 0.47
1:Y:482:ASN:ND2 1:Y:484:GLN:HE21 2.12 0.47
1:7:482:ASN:ND2 1:7:484:GLN:HE21 2.12 0.47
1:7:494: TRP:CD1 1:7Z:503:TYR:HD1 2.33 0.47
1:b:420:ASN:HB3 1:b:720: THR:HA 1.96 0.47
1l:c:416:MET:HG2 1l:c:714: THR:HG22 1.97 0.47
1:£:420:ASN:HB3 1:£:720: THR:HA 1.96 0.47
1:1:342:LEU:HD13 1:1:631:GLN:HG2 1.95 0.47
1:1:342:LEU:HD13 1:1:631: GLN:HG2 1.95 0.47
1:m:234:THR:OG1 1:m:664:MET:O 2.26 0.47
1:w:441: THR:HG21 1:x:481:ASN:HB3 1.96 0.47
1:y:416:MET:HG2 1:y:714: THR:HG22 1.97 0.47
1:2:482:ASN:ND2 1:2:484:GLN:HE21 2.12 0.47
1:3:342:LEU:HD13 1:3:631:GLN:HG2 1.95 0.47
1:3:482:ASN:ND2 1:3:484:GLN:HE21 2.12 0.47
1:5:686: TYR:CE1 1:5:710[A]:ARG:NH2 2.81 0.47
1:7:342:LEU:HD13 1:7:631:GLN:HG2 1.95 0.47
1:7:494: TRP:CD1 1:7:503:TYR:HD1 2.33 0.47
1:A:341:ILE:H 1:A:631:GLN:NE2 2.11 0.47
1:D:536:ALA:O 1:P:445:ASN:HB2 2.14 0.47
1:H:445:ASN:HB2 1:W:536:ALA:O 2.14 0.47
1:1:494: TRP:CD1 1:I:503:TYR:HD1 2.33 0.47
1:J:482:ASN:ND2 1:J:484:GLN:HE21 2.12 0.47
1:0:341:ILE:H 1:0:631:GLN:NE2 2.11 0.47
1:0:342:LEU:HD13 1:0:631:GLN:HG2 1.95 0.47
1:0:416:-MET:HG2 1:0:714: THR:HG22 1.97 0.47
1:S:494: TRP:CD1 1:S:503:TYR:HD1 2.33 0.47
1:V:482:ASN:ND2 1:V:484:GLN:HE21 2.12 0.47
1:W:420:ASN:HB3 1:W:720: THR:HA 1.96 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

1:Y:342:LEU:HD13 1:Y:631:GLN:HG2 1.95 0.47
1:a:342:LEU:HD13 1:a:631:GLN:HG2 1.95 0.47
1:¢:342:LEU:HD13 1:¢:631:GLN:HG2 1.95 0.47
1:¢c:494: TRP:CD1 1:¢:503:TYR:HD1 2.33 0.47
1:d:234:THR:0G1 1:d:664:MET:O 2.26 0.47
1:e:342:LEU:HD13 1:¢:631:GLN:HG2 1.95 0.47
l:e:416:MET:HG2 l:e:714:THR:HG22 1.97 0.47
1:1:416:MET:HG2 1:1:714: THR:HG22 1.97 0.47
1:0:494: TRP:CD1 1:0:503:TYR:HD1 2.33 0.47
1:0:593:GLN:NE2 1:p:610: THR:HA 2.29 0.47
1:v:341:ILE:H 1:v:631:GLN:NE2 2.11 0.47
1:2:482:ASN:ND2 1:2:484:GLN:HE21 2.12 0.47
1:5:678:LYS:HD3 1:6:391:PHE:CE1 2.48 0.47
1:6:420:ASN:HB3 1:6:720: THR:HA 1.96 0.47
1:7:416:MET:HG2 1:7:714: THR:HG22 1.97 0.47
1:8:494: TRP:CD1 1:8:503:TYR:HD1 2.33 0.47
1:C:494: TRP:CD1 1:C:503:TYR:HD1 2.33 0.47
1:F:420:ASN:HB3 1:F:720: THR:HA 1.96 0.47
1:M:420:ASN:HB3 1:M:720: THR:HA 1.96 0.47
1:N:342:LEU:HD13 1:N:631:GLN:HG2 1.95 0.47
1:P:342:LEU:HD13 1:P:631:GLN:HG2 1.95 0.47
1:Q:416:MET:HG2 1:Q:714: THR:HG22 1.97 0.47
1:T:494: TRP:CD1 1:T:503:TYR:HD1 2.33 0.47
1:V:686:TYR:CE1 1:V:710[B]:ARG:NH2 2.82 0.47
1:X:494: TRP:CD1 1:X:503:TYR:HD1 2.33 0.47
1:Y:494: TRP:CD1 1:Y:503:TYR:HD1 2.33 0.47
1:7:482:ASN:ND2 1:3:575:ALA:HA 2.30 0.47
1:€:494: TRP:CD1 1:e:503: TYR:HD1 2.33 0.47
1:g:494: TRP:CD1 1:¢:503: TYR:HD1 2.33 0.47
1:j:342:LEU:HD13 1:j:631:GLN:HG2 1.95 0.47
1:j:420:ASN:HB3 1:j:720: THR:HA 1.96 0.47
1:1:341:1ILE:H 1:1:631: GLN:NE2 2.11 0.47
1:m:416:MET:HG2 1:m:714: THR:HG22 1.97 0.47
1:0:420:ASN:HB3 1:0:720: THR:HA 1.96 0.47
1:p:482: ASN:ND2 1:p:484:GLN:HE21 2.12 0.47
1:u:420:ASN:HB3 1:u:720: THR:HA 1.96 0.47
1:u:482:ASN:ND2 1:u:484:GLN:HE21 2.12 0.47
1:u:494: TRP:CD1 1:u:503: TYR:HD1 2.33 0.47
1:x:416:MET:HG2 1:x:714: THR:HG22 1.97 0.47
1:y:420:ASN:HB3 1:y:720:THR:HA 1.96 0.47
1:5:481:ASN:HB3 1:7:441: THR:HG21 1.97 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

1:C:686:TYR:CE1 1:C:710|B]:ARG:NH2 2.82 0.47
1:D:416:MET:HG2 1:D:714: THR:HG22 1.97 0.47
1:H:536:ALA:O 1:Y:445:ASN:HB2 2.15 0.47
1:1:482:ASN:ND2 1:1:484:GLN:HE21 2.12 0.47
1:K:482:ASN:ND2 1:K:484:GLN:HE21 2.12 0.47
1:L:416:MET:HG2 1:L:714: THR:HG22 1.97 0.47
1:P:420:ASN:HB3 1:P:720: THR:HA 1.96 0.47
1:T:416:MET:HG2 1:T:714: THR:HG22 1.97 0.47
1:h:420:ASN:HB3 1:h:720: THR:HA 1.96 0.47
1:1:416:MET:HG2 1:1:714: THR:HG22 1.97 0.47
1:k:416:MET:HG2 1:k:714: THR:HG22 1.97 0.47
1:k:494: TRP:CD1 1:k:503:TYR:HD1 2.33 0.47
1:0:342:LEU:HD13 1:0:631:GLN:HG2 1.95 0.47
1:p:686:TYR:HD1 1:p:710|B]:ARG:NH2 2.12 0.47
1:1:494: TRP:CD1 1:r:503: TYR:HD1 2.33 0.47
1:v:494: TRP:CD1 1:v:503:TYR:HD1 2.33 0.47
1:z:416:MET:HG2 1:2:714: THR:HG22 1.97 0.47
1:z:610:THR:HA 1:2:593:GLN:NE2 2.30 0.47
1:6:482:ASN:ND2 1:6:484:GLN:HE21 2.12 0.47
1:7:482:ASN:ND2 1:7:484:GLN:HE21 2.12 0.47
1:8:420:ASN:HB3 1:8:720: THR:HA 1.95 0.47
1:A:494:TRP:CD1 1:A:503:TYR:HD1 2.33 0.47
1:D:494: TRP:CD1 1:D:503:TYR:HD1 2.33 0.47
1:F:423:LEU:HD23 1:F:721:LEU:HD21 1.97 0.47
1:F:494: TRP:CD1 1:F:503:TYR:HD1 2.33 0.47
1:G:423:LEU:HD23 1:G:721:LEU:HD21 1.97 0.47
1:H:416:MET:HG2 1:H:714: THR:HG22 1.97 0.47
1:1:420:ASN:HB3 1:1:720: THR:HA 1.96 0.47
1:J:416:MET:HG2 1:J:714: THR:HG22 1.97 0.47
1:J:420:ASN:HB3 1:J:720: THR:HA 1.96 0.47
1:M:423:LEU:HD23 1:M:721:LEU:HD21 1.97 0.47
1:N:420:ASN:HB3 1:N:720: THR:HA 1.96 0.47
1:N:445:ASN:HB2 1:P:536:ALA:O 2.15 0.47
1:P:544:LEU:HB3 1:P:711: THR:HG23 1.97 0.47
1:S:416:MET:HG2 1:S:714: THR:HG22 1.97 0.47
1:S:420:ASN:HB3 1:S:720: THR:HA 1.96 0.47
1:S:482:ASN:OD1 1:S:483:PRO:HD2 2.13 0.47
1:U:420:ASN:HB3 1:U:720: THR:HA 1.96 0.47
1:V:420:ASN:HB3 1:V:720: THR:HA 1.96 0.47
1:W:234: THR:OG1 1:W:664:MET:O 2.26 0.47
1:W:482:ASN:ND2 1:W:484:GLN:HE21 2.12 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

1:X:342:LEU:HD13 1:X:631:GLN:HG2 1.95 0.47
1:X:391:PHE:CE1 1:e:678:LYS:HD3 2.50 0.47
1:X:482:ASN:ND2 1:X:484:GLN:HE21 2.12 0.47
1:Y:416:MET:HG2 1:Y:714: THR:HG22 1.97 0.47
1:7:420:ASN:HB3 1:7:720: THR:HA 1.96 0.47
1:a:420:ASN:HB3 1:a:720: THR:HA 1.96 0.47
1:d:494: TRP:CD1 1:d:503: TYR:HD1 2.33 0.47
1:h:423:LEU:HD23 1:h:721:LEU:HD21 1.97 0.47
1:h:482:ASN:ND2 1:h:484:GLN:HE21 2.12 0.47
1:1:420:ASN:HB3 1:1:720: THR:HA 1.96 0.47
1:j:544:LEU:HB3 1:j:711: THR:HG23 1.97 0.47
1:m:494: TRP:CD1 1:m:503:TYR:HD1 2.33 0.47
1:n:494: TRP:CD1 1:n:503:TYR:HD1 2.33 0.47
1:0:482:ASN:ND2 1:0:484:GLN:HE21 2.12 0.47
1:0:544:LEU:HB3 1:0:711: THR:HG23 1.97 0.47
1:p:420:ASN:HB3 1:p:720: THR:HA 1.96 0.47
1:q:342:LEU:HD13 1:q:631:GLN:HG2 1.95 0.47
1:q:391:PHE:CE1 1:5:678:LYS:HD3 2.49 0.47
1:q:610: THR:HA 1:5:593:GLN:NE2 2.29 0.47
1:1:420:ASN:HB3 1:r:720: THR:HA 1.96 0.47
1:5:686: TYR:CE1 1:s:710[A]:ARG:NH2 2.82 0.47
1:t:423:LEU:HD23 1:t:721:LEU:HD21 1.97 0.47
1:u:544:LEU:HB3 1:u:711: THR:HG23 1.97 0.47

1:w:609:GLU:O 1:y:419:HIS:HE1 1.98 0.47
1:y:423:LEU:HD23 1:y:721:LEU:HD21 1.97 0.47
1:y:494: TRP:CD1 1:y:503:TYR:HD1 2.33 0.47
1:2:416:MET:HG2 1:2:714: THR:HG22 1.97 0.47
1:2:420:ASN:HB3 1:2:720: THR:HA 1.96 0.47
1:3:391:PHE:CE1 1:4:678:LYS:HD3 2.50 0.47
1:3:420:ASN:HB3 1:3:720: THR:HA 1.96 0.47
1:3:494: TRP:CD1 1:3:503:TYR:HD1 2.33 0.47
1:4:482:ASN:ND2 1:4:484:GLN:HE21 2.12 0.47
1:6:234:THR:0G1 1:6:664:MET:O 2.26 0.47
1:A:684:ILE:HD11 1:G:381:PRO:HB2 1.96 0.47
1:B:416:MET:HG2 1:B:714: THR:HG22 1.97 0.47
1:E:482:ASN:ND2 1:E:484:GLN:HE21 2.12 0.47
1:E:494: TRP:CD1 1:E:503: TYR:HD1 2.33 0.47
1:F:342:LEU:HD13 1:F:631:GLN:HG2 1.95 0.47
1:1:544:LEU:-HB3 1:I:711: THR:HG23 1.97 0.47
1:1L:494: TRP:CD1 1:L:503:TYR:HD1 2.33 0.47
1:M:482:ASN:ND2 1:M:484:GLN:HE21 2.12 0.47
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1:N:416:MET:HG2 1:N:714: THR:HG22 1.97 0.47
1:P:416:MET:HG2 1:P:714: THR:HG22 1.97 0.47
1:Q:494:TRP:CD1 1:Q:503:TYR:HD1 2.33 0.47
1:R:342:LEU:HD13 1:R:631:GLN:HG2 1.95 0.47
1:R:684:1ILE:HD11 1:S:381:PRO:HB2 1.97 0.47
1:U:544:.LEU:HB3 1:U:711:THR:HG23 1.97 0.47
1:X:544:LEU:HB3 1:X:711: THR:HG23 1.97 0.47
1:7:342:LEU:HD13 1:7:631:GLN:HG2 1.95 0.47
1:a:494: TRP:CD1 1:a:503: TYR:HD1 2.33 0.47
1:1:544:LEU:HB3 1:1:711: THR:HG23 1.97 0.47
1:j:416:MET:HG2 1:j:714: THR:HG22 1.97 0.47
1:m:423:LEU:HD23 1:m:721:LEU:HD21 1.97 0.47

1:q:450:LYS:NZ 1:r:347:GLU:OE2 2.28 0.47
1:r:416:MET:HG2 1:r:714: THR:HG22 1.97 0.47
1:1:482:ASN:OD1 1:1:483:PRO:HD2 2.13 0.47
1:5:420:ASN:HB3 1:5:720: THR:HA 1.96 0.47
1:5:544:LEU:HB3 1:s:711: THR:HG23 1.97 0.47
1:v:423:LEU:HD23 1:v:721:LEU:HD21 1.97 0.47
1:w:482:ASN:ND2 1:w:484:GLN:HE21 2.12 0.47
1:w:494: TRP:CD1 1:w:503:TYR:HD1 2.33 0.47
1:2:494: TRP:CD1 1:z:503:TYR:HD1 2.33 0.47
1:1:416:-MET:HG2 1:1:714: THR:HG22 1.97 0.47
1:5:416:MET:HG2 1:5:714: THR:HG22 1.97 0.47
1:A:423:LEU:HD23 1:A:721:LEU:HD21 1.97 0.47

1:A:536:ALA:O 1:1:445:ASN:HB2 2.14 0.47
1:B:423:LEU:HD23 1:B:721:LEU:HD21 1.97 0.47
1:G:416:-MET:HG2 1:G:714: THR:HG22 1.97 0.47
1:G:494: TRP:CD1 1:G:503:TYR:HD1 2.33 0.47
1:1:416: MET:HG2 1:1:714: THR:HG22 1.97 0.47
1:K:544:LEU:HB3 1:K:711: THR:HG23 1.97 0.47
1:N:423:LEU:HD23 1:N:721:LEU:HD21 1.97 0.47
1:N:544:.LEU:HB3 1:N:711: THR:HG23 1.97 0.47
1:T:423:LEU:HD23 1:T:721:LEU:HD21 1.97 0.47
1:V:416:MET:-HG2 1:V:714: THR:HG22 1.97 0.47
1:X:482:ASN:ND2 1:e:575:ALA:HA 2.30 0.47
1:7:416:MET:HG2 1:Z:714: THR:HG22 1.97 0.47
l:a:544:LEU:HB3 1:a:711: THR:HG23 1.97 0.47
1:d:544:LEU:HB3 1:d:711: THR:HG23 1.97 0.47
1:g:686: TYR:HD1 1:g:710[B]:ARG:NH2 2.12 0.47
1:h:494: TRP:CD1 1:h:503:TYR:HD1 2.33 0.47
1:n:544.LEU:HB3 1:n:711: THR:HG23 1.97 0.47
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:p:416:MET:HG2 1:p:714:THR:HG22 1.97 0.47
1:z:381:PRO:HB2 1:2:684:ILE:HD11 1.97 0.47
1:3:544:LEU:HB3 1:3:711: THR:HG23 1.97 0.47
1:5:423:LEU:HD23 1:5:721:LEU:HD21 1.97 0.47
1:8:342:LEU:HD13 1:8:631:GLN:HG2 1.95 0.47
1:A:445:ASN:HB2 1:G:536:ALA:O 2.15 0.47
1:B:684:ILE:HD11 1:J:381:PRO:HB2 1.97 0.47
1:C:522:LEU:HD12 1:M:435:LEU:HD22 1.97 0.47
1:D:544:LEU:HB3 1:D:711: THR:HG23 1.97 0.47
1:H:381:PRO:HB2 1:Y:684:ILE:HD11 1.96 0.47
1:H:423:LEU:HD23 1:H:721:LEU:HD21 1.97 0.47
1:H:647:PHE:HA 1:7:359:MET:-HE3 1.97 0.47
1:J:423:LEU:HD23 1:J:721:LEU:HD21 1.97 0.47
1:M:482:ASN:ND2 1:b:575:ALA:HA 2.30 0.47
1:M:494: TRP:CD1 1:M:503:TYR:HD1 2.33 0.47
1:U:423:LEU:HD23 1:U:721:LEU:HD21 1.97 0.47

1:7:536:ALA:O 1:3:445:ASN:HB2 2.14 0.47
1:g:544:LEU:HB3 1:g:711: THR:HG23 1.97 0.47
1:g:610: THR:HA 1:h:593:GLN:NE2 2.29 0.47
1:5:423:LEU:HD23 1::721:LEU:HD21 1.97 0.47
1:k:544:.LEU:HB3 1:k:711: THR:HG23 1.97 0.47
1:p:240:PRO:HB3 1:q:643:PRO:HG2 1.97 0.47
1:t:416:MET:HG2 1:t:714: THR:HG22 1.97 0.47
1:u:416:MET:HG2 1:u:714: THR:HG22 1.97 0.47
1:v:416:MET:HG2 1:v:714: THR:HG22 1.97 0.47
1:2:423:LEU:HD23 1:2:721:LEU:HD21 1.97 0.47
1:4:544:LEU:HB3 1:4:711:THR:HG23 1.97 0.47
1:8:416:MET:HG2 1:8:714:THR:HG22 1.97 0.47
1:C:544:LEU:HB3 1:C:711: THR:HG23 1.97 0.46
1:P:423:LEU:HD23 1:P:721:LEU:HD21 1.97 0.46
1:S:544:LEU:HB3 1:S:711: THR:HG23 1.97 0.46
1:U:494: TRP:CD1 1:U:503:TYR:HD1 2.33 0.46
1:7:522:LEU:HD12 1:3:435:LEU:HD22 1.97 0.46
1:¢:240:PRO:HB3 1:1:643:PRO:HG2 1.97 0.46
1:1:423:LEU:HD23 1:1:721:LEU:HD21 1.97 0.46
1:r:544:LEU:HB3 1:r:711: THR:HG23 1.97 0.46
1:5:423:LEU:HD23 1:5:721:LEU:HD21 1.97 0.46
1:5:494: TRP:CD1 1:5:503:TYR:HD1 2.33 0.46
1:t:494: TRP:CD1 1:t:503:TYR:HD1 2.33 0.46
1:w:419:HIS:HE1 1:x:609:GLU:O 1.99 0.46
1:x:494: TRP:CD1 1:x:503:TYR:HD1 2.33 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
1:y:342:LEU:HD13 1:y:631:GLN:HG2 1.95 0.46
1:y:686:TYR:HE1 1:y:710[A]:ARG:NH2 2.13 0.46
1:1:423:LEU:HD23 1:1:721:LEU:HD21 1.97 0.46
1:6:494: TRP:CD1 1:6:503:TYR:HD1 2.33 0.46
1:B:544:LEU:HB3 1:B:711: THR:HG23 1.97 0.46
1:G:684: ILE:HD11 1:1:381:PRO:HB2 1.97 0.46
1:J:494: TRP:CD1 1:J:503:TYR:HD1 2.33 0.46
1:N:684:1LE:HD11 1:P:381:PRO:HB2 1.96 0.46
1:0:522:LEU:HD12 1:n:435:LEU:HD22 1.98 0.46
1:V:494: TRP:CD1 1:V:503:TYR:HD1 2.33 0.46
1:a:441: THR:HG21 1:8:481:ASN:HB3 1.97 0.46
1:¢:544:LEU:HB3 1l:c:711: THR:HG23 1.97 0.46
l:e:544:LEU:HB3 1l:e:711: THR:HG23 1.97 0.46
1:£:522:LEU:HD12 1:g:435:LEU:HD22 1.97 0.46
1:£:544:LEU:HB3 1:£:711: THR:HG23 1.97 0.46
1:q:686:TYR:CE1 1:q:710[A]:ARG:CZ 2.98 0.46
1:r:593:GLN:NE2 1:5:610: THR:HA 2.30 0.46
1:t:609:GLU:O 1:v:419:HIS:HE1 1.98 0.46
1:t:690|B|:PHE:CE1 1:5:684:ILE:HG23 2.50 0.46
1:1:544:LEU:HB3 1:1:711:THR:HG23 1.97 0.46
1:8:544:LEU:HB3 1:8:711: THR:HG23 1.97 0.46
1:B:494: TRP:CD1 1:B:503:TYR:HD1 2.33 0.46
1:E:450:LYS:NZ 1:Q:347:GLU:OE2 2.29 0.46
1:E:544:LEU:HB3 1:E:711: THR:HG23 1.97 0.46
1:G:482:ASN:ND2 1:G:484:GLN:HE21 2.12 0.46
1:K:423:LEU:HD23 1:K:721:LEU:HD21 1.97 0.46
1:N:575:ALA:HA 1:P:482:ASN:ND2 2.30 0.46
1:X:423:LEU:HD23 1:X:721:LEU:HD21 1.97 0.46
1:Y:423:LEU:HD23 1:Y:721:LEU:HD21 1.97 0.46
1:7:544:LEU:HB3 1:Z:711: THR:HG23 1.97 0.46
1:d:423:LEU:HD23 1:d:721:LEU:HD21 1.97 0.46
1:£:494: TRP:CD1 1:£:503: TYR:HD1 2.33 0.46
1:1:441: THR:HG21 1:3:481:ASN:HB3 1.97 0.46
1:1:423:LEU:HD23 1:1:721:LEU:HD21 1.97 0.46
1:m:710[B]:ARG:NH1 1:m:711:THR:O 2.49 0.46
1:p:494:TRP:CD1 1:p:503: TYR:HD1 2.33 0.46
1:t:482:ASN:ND2 1:t:484:GLN:HE21 2.12 0.46
1:w:544:LEU:HB3 1:w:711: THR:HG23 1.97 0.46
1:2:423:LEU:HD23 1:2:721:LEU:HD21 1.97 0.46
1:1:494: TRP:CD1 1:1:503:TYR:HD1 2.33 0.46
1:2:494:TRP:CD1 1:2:503:TYR:HD1 2.33 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:3:610: THR:HA 1:4:593:GLN:NE2 2.30 0.46
1:4:423:LEU:HD23 1:4:721:LEU:HD21 1.97 0.46
1:A:416:MET:HG2 1:A:714: THR:HG22 1.97 0.46
1:E:423:LEU:HD23 1:E:721:LEU:HD21 1.97 0.46
1:F:391:PHE:CE1 1:Q:678:LYS:HD3 2.50 0.46
1:G:544:LEU:HB3 1:G:711: THR:HG23 1.97 0.46
1:K:494: TRP:CD1 1:K:503:TYR:HD1 2.33 0.46
1:1:423:LEU:HD23 1:L:721:LEU:HD21 1.97 0.46
1:N:494: TRP:CD1 1:N:503:TYR:HD1 2.33 0.46
1:0:423:LEU:HD23 1:0:721:LEU:HD21 1.97 0.46
1:R:544:LEU:HB3 1:R:711: THR:HG23 1.97 0.46
1:W:494: TRP:CD1 1:W:503:TYR:HD1 2.33 0.46
1:b:544:.LEU:HB3 1:b:711: THR:HG23 1.97 0.46
1:£:416:MET:HG2 1:£:714: THR:HG22 1.97 0.46
1:g:416:MET:HG2 1:g:714: THR:HG22 1.97 0.46
1:h:416:MET:HG2 1:h:714: THR:HG22 1.97 0.46
1:1:494: TRP:CD1 1:1:503: TYR:HD1 2.33 0.46
1:j:441: THR:HG21 1:k:481:ASN:HB3 1.98 0.46
1:n:423:LEU:HD23 1:n:721:LEU:HD21 1.97 0.46
1:0:423:LEU:HD23 1:0:721:LEU:HD21 1.97 0.46
1:q:544:LEU:HB3 1:q:711: THR:HG23 1.97 0.46
1:6:435:LEU:HD22 1:7:522:LEU:HD12 1.98 0.46
1:7:423:LEU:HD23 1:7:721:LEU:HD21 1.97 0.46
1:A:678:LYS:HD3 1:G:391:PHE:CE1 2.50 0.46
1:C:416:MET:HG2 1:C:714:THR:HG22 1.97 0.46
1:E:234: THR:OG1 1:E:664:MET:O 2.26 0.46
1:G:420:ASN:HB3 1:G:720: THR:HA 1.96 0.46
1:H:544:LEU:HB3 1:H:711: THR:HG23 1.97 0.46
1:M:416:MET:HG2 1:M:714: THR:HG22 1.97 0.46
1:0:494: TRP:CD1 1:0:503:TYR:HD1 2.33 0.46
1:R:225:-MET:HE3 1:R:228|A]:ARG:HB2 1.98 0.46
1:R:494: TRP:CD1 1:R:503: TYR:HD1 2.33 0.46
1:7:678:LYS:HD3 1:4:391:PHE:CE1 2.51 0.46
1:b:494: TRP:CD1 1:b:503:TYR:HD1 2.33 0.46
1:1:494: TRP:CD1 1:1:503: TYR:HD1 2.33 0.46
1:m:420:ASN:HB3 1:m:720:THR:HA 1.96 0.46
1:m:441: THR:HG21 1:n:481:ASN:HB3 1.96 0.46
1:m:593:GLN:NE2 1:n:610: THR:HA 2.30 0.46
1:4:494: TRP:CD1 1:4:503:TYR:HD1 2.33 0.46
1:A:482:ASN:ND2 1:1:575:ALA:HA 2.31 0.46
1:E:416:MET:HG2 1:E:714: THR:HG22 1.97 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:L:327:-THR:HG22 1:L:397:ARG:HG2 1.98 0.46
1:R:482:ASN:ND2 1:U:575:ALA:HA 2.31 0.46
1:R:522:LEU:HD12 1:U:435:LEU:HD22 1.98 0.46
1:T:420:ASN:HB3 1:T:720: THR:HA 1.96 0.46
1:W:423:LEU:HD23 1:W:721:LEU:HD21 1.97 0.46
1:b:416:MET:HG2 1:b:714:THR:HG22 1.97 0.46
1:¢:423:LEU:HD23 1:¢:721:LEU:HD21 1.97 0.46
1:3:327:"THR:HG22 1:j:397:ARG:HG2 1.98 0.46
1:0:228[A]:ARG:HD2 1:0:669:GLU:OE2 2.16 0.46
1:q:494: TRP:CD1 1:q:503: TYR:HD1 2.33 0.46
1:t:420:ASN:HB3 1:t:720: THR:HA 1.96 0.46
1:t:544:LEU:HB3 1:t:711: THR:HG23 1.97 0.46
1:w:423:LEU:HD23 1:w:721:LEU:HD21 1.97 0.46
1:w:450:LYS:NZ 1:x:347:GLU:OE2 2.29 0.46
1:2:327:- THR:HG22 1:2:397:ARG:HG2 1.98 0.46
1:5:643:PRO:HG2 1:8:240:PRO:HB3 1.98 0.46
1:6:416:MET:HG2 1:6:714: THR:HG22 1.97 0.46
1:8:423:LEU:HD23 1:8:721:LEU:HD21 1.97 0.46
1:A:391:PHE:CE1 1:1:678:LYS:HD3 2.50 0.46
1:B:234:THR:OG1 1:B:664:MET:O 2.26 0.46
1:C:423:LEU:HD23 1:C:721:LEU:HD21 1.97 0.46
1:C:482:ASN:ND2 1:M:575:ALA:HA 2.31 0.46
1:E:327: THR:HG22 1:E:397:ARG:HG2 1.98 0.46
1:G:445:ASN:HB2 1:1:536:ALA:O 2.16 0.46
1:G:575:ALA:HA 1:1:482: ASN:ND2 2.31 0.46
1:H:482:ASN:ND2 1:Y:575:ALA:HA 2.30 0.46
1:K:327:THR:HG22 1:K:397:ARG:HG2 1.98 0.46
1:L:528:LYS:HE3 1:L:707:ILE:HD11 1.98 0.46
1:0:528:LYS:HE3 1:0:707:ILE:HD11 1.98 0.46
1:P:327: THR:HG22 1:P:397:ARG:HG2 1.98 0.46
1:R:416:MET:HG2 1:R:714: THR:HG22 1.97 0.46
1:W:416:-MET:HG2 1:W:714: THR:HG22 1.97 0.46
1:W:528:LYS:HE3 1:W:707:ILE:HD11 1.98 0.46
1:Y:327: THR:HG22 1:Y:397:ARG:HG2 1.98 0.46
1:7:423:LEU:HD23 1:7:721:LEU:HD21 1.97 0.46
1:7:528:LYS:HE3 1:72:707:ILE:HD11 1.98 0.46
1:¢:522:LEU:HD12 1:p:435:LEU:HD22 1.97 0.46
1:g:423:LEU:HD23 1:g:721:LEU:HD21 1.97 0.46
1:j:643:PRO:HG2 1:1:240:PRO:HB3 1.98 0.46
1:n:528:LYS:HE3 1:n:707:ILE:HD11 1.98 0.46
1:t:419:HIS:HE1 1:u:609:GLU:O 1.99 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:u:419:HIS:HE1 1:v:609:GLU:O 1.99 0.46
1:w:234: THR:OG1 1:w:664:MET:O 2.26 0.46
1:x:544:LEU:HB3 1:x:711: THR:HG23 1.97 0.46
1:4:327:- THR:HG22 1:4:397:ARG:HG2 1.98 0.46
1:6:423:LEU:HD23 1:6:721:LEU:HD21 1.97 0.46
1:6:684:ILE:HD11 1:7:381:PRO:HB2 1.98 0.46
1:7:528:LYS:HE3 1:7:707:ILE:HD11 1.98 0.46
1:8:528:LYS:HE3 1:8:707:ILE:HD11 1.98 0.46
1:E:536:ALA:O 1:F:445:ASN:HB2 2.15 0.46
1:R:528:LYS:HE3 1:R:707.ILE:HD11 1.98 0.46
1:T:327.THR:HG22 1:T:397:ARG:HG2 1.98 0.46
1:Y:528:LYS:HE3 1:.Y:707.ILE:HD11 1.98 0.46
1:d:528:LYS:HE3 1:d:707:ILE:HD11 1.98 0.46
1:e:423:LEU:HD23 1:e:721:LEU:HD21 1.97 0.46
1:g:643:PRO:HG2 1:k:240:PRO:HB3 1.98 0.46
1:j:494: TRP:CD1 1:j:503: TYR:HD1 2.33 0.46
1:1:528:LYS:HE3 1:1:707:ILE:HD11 1.98 0.46
1:m:544:LEU:HB3 1:m:711: THR:HG23 1.97 0.46
1:0:327: THR:HG22 1:0:397:ARG:HG2 1.98 0.46
1:0:367: THR:HG21 1:0:384:ALA:N 2.25 0.46
1:p:686:TYR:CD1 1:p:710|B]:ARG:NH2 2.84 0.46
1:q:416:MET:HG2 1:q:714: THR:HG22 1.97 0.46
1:q:528:LYS:HE3 1:q:707:ILE:HD11 1.98 0.46
1:s:710[B]:ARG:HB3 | 1:s:710|B]:ARG:NH1 2.29 0.46
1:w:327: THR:HG22 1:w:397:ARG:HG2 1.98 0.46
1:w:416:MET:HG2 1:w:714: THR:HG22 1.97 0.46
1:x:327:THR:HG22 1:x:397:ARG:HG2 1.98 0.46
1:2:528:LYS:HE3 1:z:707:1ILE:HD11 1.98 0.46
1:1:686:TYR:CE1 1:1:710[A]:ARG:CZ 2.98 0.46
1:5:544:LEU:HB3 1:5:711: THR:HG23 1.97 0.46
1:7:327:- THR:HG22 1:7:397:ARG:HG2 1.98 0.46
1:7:544:LEU:HB3 1:7:711: THR:HG23 1.97 0.46
1:A:544:LEU:HB3 1:A:711: THR:HG23 1.97 0.46
1:B:678:LYS:HD3 1:J:391:PHE:CE1 2.51 0.46
1:D:575:ALA:HA 1:N:482:ASN:ND2 2.31 0.46
1:1:423:LEU:HD23 1:1:721:LEU:HD21 1.97 0.46
1:K:416:-MET:HG2 1:K:714: THR:HG22 1.97 0.46
1:0:678:LYS:HD3 1:m:391:PHE:CE1 2.50 0.46
1:P:494: TRP:CD1 1:P:503:TYR:HD1 2.33 0.46
1:Q:327: THR:HG22 1:Q:397:ARG:HG2 1.98 0.46
1:Q:544:LEU:HB3 1:Q:711: THR:HG23 1.97 0.46
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Atom-1 Atom-2 distance (A) overlap (A)

1:T:544:.LEU:HB3 1:T:711: THR:HG23 1.97 0.46
1:T:575:ALA:HA 1:d:482:ASN:ND2 2.31 0.46
1:Y:544:.LEU:HB3 1:Y:711: THR:HG23 1.97 0.46
1:a:416:MET:HG2 1:a:714: THR:HG22 1.97 0.46
1:g:391:PHE:CE1 1:h:678:LYS:HD3 2.50 0.46
1:1:482:ASN:ND2 1:k:575:ALA:HA 2.31 0.46
1:j:684:ILE:HG23 1:w:690|B|:PHE:CE1 2.50 0.46
1:1:643:PRO:HG2 1:n:240:PRO:HB3 1.98 0.46
1:m:327:THR:HG22 1:m:397:ARG:HG2 1.98 0.46
1:0:450:LYS:NZ 1:p:347:GLU:OE2 2.28 0.46
1:p:528:LYS:HE3 1:p:707:ILE:HD11 1.98 0.46
1:p:643:PRO:HG2 1:6:240:PRO:HB3 1.98 0.46
1:5:416:MET:HG2 1:s:714: THR:HG22 1.97 0.46
1:x:419:HIS:HE1 1:y:609:GLU:O 1.99 0.46
1:2:441: THR:HG21 1:1:481:ASN:HB3 1.98 0.46
1:z:710[B]:ARG:HB3 | 1:z:710|B]:ARG:NH1 2.29 0.46
1:1:419:HIS:HE1 1:2:609:GLU:O 1.99 0.46
1:3:528:LYS:HE3 1:3:707:ILE:HD11 1.98 0.46
1:4:416:MET:HG2 1:4:714: THR:HG22 1.97 0.46
1:6:528:LYS:HE3 1:6:707:ILE:HD11 1.98 0.46
1:B:482:ASN:ND2 1:L:575:ALA:HA 2.31 0.46
1:B:522:LEU:HD12 1:L:435:LEU:HD22 1.98 0.46
1:E:678:LYS:HD3 1:Q:391:PHE:CE1 2.52 0.46
1:E:684:ILE:HD11 1:Q:381:PRO:HB2 1.98 0.46
1:K:522:LEU:HD12 1:8:435:LEU:HD22 1.98 0.46
1:K:610: THR:HA 1:8:593:GLN:NE2 2.31 0.46
1:M:327:-THR:HG22 1:M:397:ARG:HG2 1.98 0.46
1:M:544.LEU:HB3 1:M:711:THR:HG23 1.97 0.46
1:0:347:GLU:OE2 1:n:450:LYS:NZ 2.30 0.46
1:R:647:PHE:HA 1:V:359:MET:HE3 1.98 0.46
1:S:575:ALA:HA 1:U:482:ASN:ND2 2.31 0.46
1:T:445:ASN:HB2 1:d:536:ALA:O 2.16 0.46
1:T:482:ASN:ND2 1:1:575:ALA:HA 2.31 0.46
1:U:416:MET:HG2 1:U:714: THR:HG22 1.97 0.46
1:V:528:LYS:HE3 1:V:707:ILE:HD11 1.98 0.46
1:X:327: THR:HG22 1:X:397:ARG:HG2 1.98 0.46
1:¢:482: ASN:ND2 1:p:575:ALA:HA 2.31 0.46
1:e:240:PRO:HB3 1:h:643:PRO:HG2 1.98 0.46
1:£:593:GLN:NE2 1:h:610: THR:HA 2.31 0.46
1:h:327: THR:HG22 1:h:397:ARG:HG2 1.98 0.46
1:1:522:LEU:HD12 1:k:435:LEU:HD22 1.98 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:q:240:PRO:HB3 1:y:643:PRO:HG2 1.98 0.46
1:r:684:1ILE:HD11 1:5:381:PRO:HB2 1.97 0.46
1:v:544:LEU:HB3 1:v:711: THR:HG23 1.97 0.46
1:x:528:LYS:HE3 1:x:707:ILE:HD11 1.98 0.46
1:1:234:THR:0G1 1:1:664:MET:O 2.26 0.46
1:3:416:MET:HG2 1:3:714: THR:HG22 1.97 0.46
1:E:391:PHE:CE1 1:F:678:LYS:HD3 2.51 0.45
1:F:482: ASN:ND2 1:Q:575:ALA:HA 2.31 0.45
1:G:327:THR:HG22 1:G:397:ARG:HG2 1.98 0.45
1:H:494: TRP:CD1 1:H:503:TYR:HD1 2.33 0.45
1:J:544:LEU:HB3 1:J:711: THR:HG23 1.97 0.45
1:L:544:.LEU:HB3 1:L:711: THR:HG23 1.97 0.45
1:Q:528:LYS:HE3 1:Q:707:ILE:HD11 1.98 0.45
1:R:445:ASN:HB2 1:S:536:ALA:O 2.17 0.45
1:S:678:LYS:HD3 1:U:391:PHE:CE1 2.51 0.45
1:X:416:MET:HG2 1:X:714: THR:HG22 1.97 0.45
1:a:423:LEU:HD23 1:a:721:LEU:HD21 1.97 0.45
1:a:528:LYS:HE3 1:a:707:ILE:HD11 1.98 0.45
1:¢:593:GLN:NE2 1:0:610: THR:HA 2.31 0.45
1:h:544.LEU:HB3 1:h:711:THR:HG23 1.97 0.45
1:m:678:LYS:HD3 1:n:391:PHE:CE1 2.50 0.45
1:0:416:MET:HG2 1:0:714:THR:HG22 1.97 0.45
1:5:528:LYS:HE3 1:s:707:1ILE:HD11 1.98 0.45
1:t:327: THR:HG22 1:t:397:ARG:HG2 1.98 0.45
1:u:327: THR:HG22 1:u:397:ARG:HG2 1.98 0.45
1:u:423:LEU:HD23 1:u:721:LEU:HD21 1.97 0.45
1:v:327:THR:HG22 1:v:397:ARG:HG2 1.98 0.45
1:y:327:THR:HG22 1:y:397:ARG:HG2 1.98 0.45
1:2:544:LEU:HB3 1:2:711: THR:HG23 1.97 0.45
1:5:327:- THR:HG22 1:5:397:ARG:HG2 1.98 0.45
1:5:494: TRP:CD1 1:5:503:TYR:HD1 2.33 0.45
1:B:528:LYS:HE3 1:B:707:ILE:HD11 1.98 0.45
1:D:482:ASN:ND2 1:P:575:ALA:HA 2.31 0.45
1:F:647:PHE:HA 1:R:359:MET:HE3 1.99 0.45
1:H:327: THR:HG22 1:H:397:ARG:HG2 1.98 0.45
1:1:327: THR:HG22 1:1:397:ARG:HG2 1.98 0.45
1:K:381:PRO:HB2 1:8:684:ILE:HD11 1.99 0.45
1:N:528:LYS:HE3 1:N:707.ILE:HD11 1.98 0.45
1:0:544:LEU:HB3 1:0:711: THR:HG23 1.97 0.45
1:U:528:LYS:HE3 1:U:707:ILE:HD11 1.98 0.45
1:V:522:LEU:HD12 1:X:435:LEU:HD22 1.97 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:W:575:ALA:HA 1:Y:482:ASN:ND2 2.31 0.45
1:X:367: THR:HG21 1:X:384:ALA:N 2.25 0.45
1:a:327: THR:HG22 1:a:397:ARG:HG2 1.98 0.45
1:¢:327:THR:HG22 1:¢:397:ARG:HG2 1.98 0.45
1:d:416:MET:HG2 1:d:714: THR:HG22 1.97 0.45
1:d:441: THR:HG21 1:1:481:ASN:HB3 1.97 0.45
1:¢:327: THR:HG22 1:€:397:ARG:HG2 1.98 0.45
1:£:381:PRO:HB2 1:g:684:ILE:HD11 1.98 0.45
1:1:544:LEU:HB3 1:1:711: THR:HG23 1.97 0.45
1:0:678:LYS:HD3 1:p:391:PHE:CE1 2.50 0.45
1:q:419:HIS:HE1 1:r:609:GLU:O 1.99 0.45
1:5:327:THR:HG22 1:5:397:ARG:HG2 1.98 0.45
1:x:423:LEU:HD23 1:x:721:LEU:HD21 1.97 0.45
1:2:544:LEU:-HB3 1:z:711: THR:HG23 1.97 0.45
1:1:528:LYS:HE3 1:1:707:ILE:HD11 1.98 0.45
1:1:686:TYR:CE1 1:1:710[A]:ARG:NH2 2.85 0.45
1:2:327:- THR:HG22 1:2:397:ARG:HG2 1.98 0.45
1:3:423:LEU:HD23 1:3:721:LEU:HD21 1.97 0.45
1:5:347:GLU:OE2 1:7:450:LYS:NZ 2.29 0.45
1:5:419:HIS:HE1 1:6:609:GLU:O 1.99 0.45
1:A:327:THR:HG22 1:A:397:ARG:HG2 1.98 0.45
1:D:423:LEU:HD23 1:D:721:LEU:HD21 1.97 0.45
1:F:327:-THR:HG22 1:F:397:ARG:HG2 1.98 0.45
1:K:445:ASN:HB2 1:a:536:ALA:O 2.16 0.45
1:K:465:PRO:HB3 1:a:496:LEU:HD12 1.99 0.45
1:0:536:ALA:O 1:n:445:ASN:HB2 2.16 0.45
1:S:423:LEU:HD23 1:S:721:LEU:HD21 1.97 0.45
1:b:327: THR:HG22 1:b:397:ARG:HG2 1.98 0.45
1:b:423:LEU:HD23 1:b:721:LEU:HD21 1.97 0.45
1:1:327:- THR:HG22 1:£:397:ARG:HG2 1.98 0.45
1:1:528:LYS:HE3 1:1:707:ILE:HD11 1.98 0.45
1:m:575:ALA:HA 1:n:482:ASN:ND2 2.32 0.45
1:n:416:MET:HG2 1:n:714:THR:HG22 1.97 0.45
1:1:423:LEU:HD23 1:r:721:LEU:HD21 1.97 0.45
1:r:575:ALA:HA 1:5:482:ASN:ND2 2.31 0.45
1:w:481:ASN:HB3 1:y:441: THR:HG21 1.98 0.45
1:6:575:ALA:HA 1:7:482: ASN:ND2 2.31 0.45
1:B:445:ASN:HB2 1:J:536:ALA:O 2.17 0.45
1:H:351:PRO:HD3 1:H:358:PHE:CD2 2.52 0.45
1:1:528:LYS:HE3 1:I.707:ILE:HD11 1.98 0.45
1:J:327:THR:HG22 1:J:397:ARG:HG2 1.98 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:J:528:LYS:HE3 1:J:707:ILE:HD11 1.98 0.45
1:K:346:HIS:CD2 1:8:431:VAL:HG23 2.52 0.45
1:T:528:LYS:HE3 1:T:707:ILE:HD11 1.98 0.45
1:U:327:- THR:HG22 1:U:397:ARG:HG2 1.98 0.45
1:a:575:ALA:HA 1:8:482:ASN:ND2 2.32 0.45
1:1:423:LEU:HD23 1:£:721:LEU:HD21 1.97 0.45
1:g:686: TYR:CD1 1:g:710[B]:ARG:NH2 2.84 0.45
1:h:228[A]:ARG:HD2 1:h:669:GLU:OE2 2.16 0.45
1:0:441: THR:HG21 1:p:481:ASN:HB3 1.99 0.45
1:p:423:LEU:HD23 1:p:721:LEU:HD21 1.97 0.45
1:q:435:LEU:HD22 1:r:522:LEU:HD12 1.98 0.45
1:t:481:ASN:HB3 1:v:441: THR:HG21 1.98 0.45
1:w:528:LYS:HE3 1:w:707:ILE:HD11 1.98 0.45
1:3:327: THR:HG22 1:3:397:ARG:HG2 1.98 0.45
1:C:575:ALA:HA 1:b:482:ASN:ND2 2.31 0.45
1:E:482:ASN:ND2 1:F:575:ALA:HA 2.31 0.45
1:E:528:LYS:HE3 1:E:707:ILE:HD11 1.98 0.45
1:F:544.LEU:HB3 1:F:711: THR:HG23 1.97 0.45
1:J:240:PRO:HB3 1:a:643:PRO:HG2 1.99 0.45
1:0:346:HIS:CD2 1:n:431:VAL:HG23 2.52 0.45
1:QQ:423:LEU:HD23 1:Q:721:LEU:HD21 1.97 0.45
1:R:423:LEU:HD23 1:R:721:LEU:HD21 1.97 0.45
1:R:678:LYS:HD3 1:S:391:PHE:CE1 2.51 0.45
1:V:423:LEU:HD23 1:V:721:LEU:HD21 1.97 0.45
1:V:544.LEU:HB3 1:V:711: THR:HG23 1.97 0.45
1:c:575:ALA:HA 1:0:482:ASN:ND2 2.32 0.45
1:£:575:ALA:HA 1:h:482:ASN:ND2 2.32 0.45
1:k:423:LEU:HD23 1:k:721:LEU:HD21 1.97 0.45
1:m:528:LYS:HE3 1:m:707:ILE:HD11 1.98 0.45
1:q:431:VAL:HG23 1:1:346:HIS:CD2 2.52 0.45
1:u:528:LYS:HE3 1:u:707:ILE:HD11 1.98 0.45
1:v:686: TYR:HE1 1:v:710[A]:ARG:NH2 2.13 0.45
1:y:544:LEU:HB3 L:y:711:THR:HG23 1.97 0.45
1:2:528:LYS:HE3 1:2:707:ILE:HD11 1.98 0.45
1:5:351:PRO:HD3 1:5:358:PHE:CD2 2.52 0.45
1:5:528:LYS:HE3 1:5:707:ILE:HD11 1.98 0.45
1:A:575:ALA:HA 1:G:482:ASN:ND2 2.31 0.45
1:B:575:ALA:HA 1:J:482:ASN:ND2 2.32 0.45
1:E:445:ASN:HB2 1:Q:536:ALA:O 2.17 0.45
1:0:482:ASN:ND2 1:n:575:ALA:HA 2.31 0.45
1:Q:351:PRO:HD3 1:Q:358:PHE:CD2 2.52 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:T:435:LEU:HD22 1:d:522:LEU:HD12 1.99 0.45
1:V:575:ALA:HA 1:¢:482:ASN:ND2 2.32 0.45
1:W:544:LEU:HB3 1:W:711: THR:HG23 1.97 0.45
1:¢:528:LYS:HE3 1:c:707:ILE:HD11 1.98 0.45
1:£:482: ASN:ND2 1:g:575:ALA:HA 2.31 0.45
1:g:482:ASN:ND2 1:h:575:ALA:HA 2.32 0.45
1:1:381:PRO:HB2 1:k:684:1LE:HD11 1.98 0.45
1:m:240:PRO:HB3 1:5:643:PRO:HG2 1.98 0.45
1:p:544:LEU:HB3 1:p:711: THR:HG23 1.97 0.45
1:q:423:LEU:HD23 1:q:721:LEU:HD21 1.97 0.45
1:1:435:LEU:HD22 1:8:522:LEU:HD12 1.99 0.45
1:t:351:PRO:HD3 1:t:358:PHE:CD2 2.52 0.45
1:x:351:PRO:HD3 1:x:358: PHE:CD2 2.52 0.45
1:1:327: THR:HG22 1:1:397:ARG:HG2 1.98 0.45
1:5:450:LYS:NZ 1:6:347:GLU:OE2 2.28 0.45
1:A:496:LEU:HD12 1:1:465:PRO:HB3 1.99 0.45
1:B:351:PRO:HD3 1:B:358:PHE:CD2 2.52 0.45
1:C:346:HIS:CD2 1:M:431:VAL:HG23 2.52 0.45
1:C:678:LYS:HD3 1:b:391:PHE:CE1 2.52 0.45
1:G:351:PRO:HD3 1:G:358:PHE:CD2 2.52 0.45
1:H:528:LYS:HE3 1:H:707:ILE:HD11 1.98 0.45
1:1:240:PRO:HB3 1:J:643:PRO:HG2 1.99 0.45
1:N:431:VAL:HG23 1:P:346:HIS:CD2 2.52 0.45
1:0:359:MET:HE3 1:P:647:PHE:HA 1.99 0.45
1:0:575:ALA:HA 1:m:482:ASN:ND2 2.32 0.45
1:S:240:PRO:HB3 1:d:643:PRO:HG2 1.99 0.45
1:V:346:HIS:CD2 1:X:431:VAL:HG23 2.52 0.45
1:V:450:LYS:NZ 1:€:347:GLU:OE2 2.28 0.45
1:V:482:ASN:ND2 1:X:575:ALA:HA 2.31 0.45
1:W:690[A]:PHE:CE1 1:W:691:ASN:OD1 2.70 0.45
1:7:346:HIS:CD2 1:3:431:VAL:HG23 2.52 0.45
1:7:431:VAL:HG23 1:4:346:HIS:CD2 2.52 0.45
1:7:610:THR:HA 1:3:593:GLN:NE2 2.32 0.45
1:g:351:PRO:HD3 1:g:358:PHE:CD2 2.52 0.45
1:j:240:PRO:HB3 1:x:643:PRO:HG2 1.99 0.45
1:3:419:HIS:HE1 1:k:609:GLU:O 1.99 0.45
1:k:643:PRO:HG2 1:w:240:PRO:HB3 1.99 0.45
1:m:690(B|:PHE:CZ 1:1:684:ILE:HG23 2.52 0.45
1:q:686:TYR:CE1 1:q:710[|A]:ARG:NH2 2.85 0.45
1:u:441: THR:HG21 1:v:481:ASN:HB3 1.99 0.45
1:v:240:PRO:HB3 1:w:643:PRO:HG2 1.99 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:1:351:PRO:HD3 1:1:358:PHE:CD2 2.52 0.45
1:1:441: THR:HG22 1:1:441:THR:O 2.17 0.45
1:2:684:1LE:HG23 1:4:690|B|:PHE:CZ 2.52 0.45
1:4:351:PRO:HD3 1:4:358:PHE:CD2 2.52 0.45
1:4:710[B]:ARG:NH1 1:4:711: THR:O 2.49 0.45
1:6:544:LEU:HB3 1:6:711: THR:HG23 1.97 0.45
1:A:351:PRO:HD3 1:A:358:PHE:CD2 2.52 0.45
1:B:327:-THR:HG22 1:B:397:ARG:HG2 1.98 0.45
1:C:351:PRO:HD3 1:C:358:PHE:CD2 2.52 0.45
1:N:240:PRO:HB3 1:m:643:PRO:HG2 1.98 0.45
1:R:351:PRO:HD3 1:R:358:PHE:CD2 2.52 0.45
1:S:351:PRO:HD3 1:S:358:PHE:CD2 2.52 0.45
1:V:327:.THR:HG22 1:V:397:ARG:HG2 1.98 0.45
1:Y:240:PRO:HB3 1:4:643:PRO:HG2 1.98 0.45
1:e:528:LYS:HE3 1:e:707:1ILE:HD11 1.98 0.45
1:£:346:HIS:CD2 1:g:431:VAL:HG23 2.52 0.45
1:1:465:PRO:HB3 1:h:496:LEU:HD12 1.99 0.45
1:h:351:PRO:HD3 1:h:358:PHE:CD2 2.52 0.45
1:j:575:ALA:HA 1:k:482: ASN:ND2 2.32 0.45
1:n:643:PRO:HG2 1:r:240:PRO:HB3 1.99 0.45
1:q:351:PRO:HD3 1:q:358:PHE:CD2 2.52 0.45
1:t:367: THR:HG21 1:t:384:ALA:N 2.25 0.45
1:x:441:THR:HG21 1:y:481:ASN:HB3 1.99 0.45
1:1:367: THR:HG21 1:1:384:ALA:N 2.25 0.45
1:5:441: THR:HG21 1:6:481:ASN:HB3 1.98 0.45
1:B:225:MET:HE3 1:B:228|A]:ARG:HB2 1.98 0.45
1:B:367:THR:HG21 1:B:384:ALA:N 2.25 0.45
1:B:441: THR:HG22 1:B:441: THR:O 2.17 0.45
1:D:327: THR:HG22 1:D:397:ARG:HG2 1.98 0.45
1:F:522:LEU:HD12 1:Q:435:LEU:HD22 1.99 0.45
1:H:435:LEU:HD22 1:W:522:LEU:HD12 1.99 0.45
1:K:351:PRO:HD3 1:K:358:PHE:CD2 2.52 0.45
1:K:441: THR:O 1:K:441: THR:HG22 2.17 0.45
1:N:441:THR:O 1:N:441: THR:HG22 2.17 0.45
1:P:351:PRO:HD3 1:P:358: PHE:CD2 2.52 0.45
1:P:441: THR:O 1:P:441: THR:HG22 2.17 0.45
1:R:496:LEU:HD12 1:U:465:PRO:HB3 1.99 0.45
1:1:441: THR:O 1:1:441: THR:HG22 2.17 0.45
1:1:575:ALA:HA 1:3:482:ASN:ND2 2.32 0.45
1:j:441: THR:HG22 1:j:441: THR:O 2.17 0.45
1:r:351:PRO:HD3 1:r:358:PHE:CD2 2.52 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:t:643:PRO:HG2 1:y:240:PRO:HB3 1.99 0.45
1:u:575:ALA:HA 1:v:482:ASN:ND2 2.32 0.45
1:v:351:PRO:HD3 1:v:358:PHE:CD2 2.52 0.45
1:w:431:VAL:HG23 1:x:346:HIS:CD2 2.52 0.45
1:6:431:VAL:HG23 1:7:346:HIS:CD2 2.52 0.45
1:D:522:LEU:HD12 1:P:435:LEU:HD22 1.99 0.45
1:D:528:LYS:HE3 1:D:707:ILE:HD11 1.98 0.45
1:F:346:HIS:CD2 1:Q:431:VAL:HG23 2.52 0.45
1:F:528:LYS:HE3 1:F:707.1ILE:HD11 1.98 0.45
1:G:441: THR:HG22 1:G:441: THR:O 2.17 0.45
1:J:351:PRO:HD3 1:J:358:PHE:CD2 2.52 0.45
1:J:575:ALA:HA 1:L:482:ASN:ND2 2.31 0.45
1:K:435:LEU:HD22 1:a:522:LEU:HD12 1.99 0.45
1:K:482:ASN:ND2 1:8:575:ALA:HA 2.31 0.45
1:L:351:PRO:HD3 1:L:358:PHE:CD2 2.52 0.45
1:M:351:PRO:HD3 1:M:358:PHE:CD2 2.52 0.45
1:0:367: THR:HG21 1:0:384:ALA:N 2.25 0.45
1:R:465:PRO:HB3 1:S:496:LEU:HD12 1.99 0.45
1:R:575:ALA:HA 1:S:482:ASN:ND2 2.32 0.45
1:T:367: THR:HG21 1:T:384:ALA:N 2.25 0.45
1:T:431:VAL:HG23 1:d:346:HIS:CD2 2.52 0.45
1:U:441:THR:O 1:U:441:THR:HG22 2.17 0.45
1:V:347:GLU:OE2 1:X:450:LYS:NZ 2.29 0.45
1:V:496:LEU:HD11 1:X:553:THR:O 2.17 0.45
1:b:240:PRO:HB3 1:0:643:PRO:HG2 1.98 0.45
1:¢:684:ILE:HD11 1:0:381:PRO:HB2 1.99 0.45
1:d:441: THR:HG22 1:d:441: THR:O 2.17 0.45
1:£:528:LYS:HE3 1:£:707:ILE:HD11 1.98 0.45
1:1:346:HIS:CD2 1:k:431:VAL:HG23 2.52 0.45
1:j:351:PRO:HD3 1:j:358:PHE:CD2 2.52 0.45
1:k:327: THR:HG22 1:k:397:ARG:HG2 1.98 0.45
1:k:351:PRO:HD3 1:k:358: PHE:CD2 2.52 0.45
1:1:441: THR:O 1:1:441: THR:HG22 2.17 0.45
1:n:441: THR:O 1:n:441: THR:HG22 2.17 0.45
1:t:431:VAL:HG23 1:u:346:HIS:CD2 2.52 0.45
1:t:441: THR:O 1:t:441: THR:HG22 2.17 0.45
1:w:575:ALA:HA 1:x:482:ASN:ND2 2.32 0.45
1:y:528:LYS:HE3 1y 707:1ILE:HD11 1.98 0.45
1:1:435:LEU:HD22 1:2:522:LEU:HD12 1.98 0.45
1:B:496:LEU:HD11 1:L:553: THR:O 2.17 0.44
1:B:496:LEU:HD12 1:L:465:PRO:HB3 1.99 0.44
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1:B:647:PHE:HA 1:C:359:MET:HE3 1.99 0.44
1:D:351:PRO:HD3 1:D:358:PHE:CD2 2.52 0.44
1:D:643:PRO:HG2 1:E:240:PRO:HB3 1.99 0.44
1:G:367:THR:HG21 1:G:384:ALA:N 2.25 0.44
1:H:441: THR:O 1:H:441: THR:HG22 2.17 0.44
1:1:351:PRO:HD3 1:1:358: PHE:CD2 2.52 0.44
1:M:528:LYS:HE3 1:M:707:ILE:HD11 1.98 0.44
1:0:441: THR:HG22 1:0:441:THR:O 2.17 0.44
1:0:465:PRO:HB3 1:m:496:LEU:HD12 1.99 0.44
1:0:647:PHE:HA 1:d:359:MET:HE3 2.00 0.44
1:T:346:HIS:CD2 1:1:431:VAL:HG23 2.52 0.44
1:T:610: THR:HA 1:1:593:GLN:NE2 2.31 0.44
1:V:496:LEU:HD12 1:X:465:PRO:HB3 1.99 0.44
1:W:351:PRO:HD3 1:W:358:PHE:CD2 2.52 0.44
1:X:240:PRO:HB3 1:Y:643:PRO:HG2 1.98 0.44
1:a:441:THR:O 1:a:441: THR:HG22 2.17 0.44
1:k:227:ASP:OD1 1:k:228|A]:ARG:HG2 2.17 0.44
1:k:528:LYS:HE3 1:k:707:ILE:HD11 1.98 0.44
1:1:367:THR:HG21 1:1:384:ALA:N 2.25 0.44
1:0:575:ALA:HA 1:p:482:ASN:ND2 2.32 0.44
1:p:327:THR:HG22 1:p:397:ARG:HG2 1.98 0.44
1:q:481:ASN:HB3 1:5:441: THR:HG21 1.98 0.44
1:q:482:ASN:ND2 1:5:575:ALA:HA 2.33 0.44
1:1:431:VAL:HG23 1:5:346:HIS:CD2 2.52 0.44
1:5:441: THR:O 1:5:441: THR:HG22 2.17 0.44
1:t:575:ALA:HA 1:u:482:ASN:ND2 2.32 0.44
1:u:351:PRO:HD3 1:u:358:PHE:CD2 2.52 0.44
1:u:643:PRO:HG2 1:5:240:PRO:HB3 1.99 0.44
1:w:482: ASN:ND2 1:y:575:ALA:HA 2.32 0.44
1:2:351:PRO:HD3 1:2z:358:PHE:CD2 2.52 0.44
1:2:643:PRO:HG2 1:4:240:PRO:HB3 1.98 0.44
1:1:431:VAL:HG23 1:2:346:HIS:CD2 2.52 0.44
1:2:240:PRO:HB3 1:3:643:PRO:HG2 1.99 0.44
1:3:441: THR:O 1:3:441: THR:HG22 2.17 0.44
1:4:441: THR:HG22 1:4:441:THR:O 2.17 0.44
1:6:351:PRO:HD3 1:6:358:PHE:CD2 2.52 0.44
1:6:441: THR:O 1:6:441: THR:HG22 2.17 0.44
1:B:346:HIS:CD2 1:1:431:VAL:HG23 2.52 0.44
1:B:465:PRO:HB3 1:J:496:LEU:HD12 1.99 0.44
1:C:465:PRO:HB3 1:b:496:LEU:HD12 2.00 0.44
1:E:351:PRO:HD3 1:E:358:PHE:CD2 2.52 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:G:465:PRO:HB3 1:1:496:LEU:HD12 1.99 0.44
1:H:346:HIS:CD2 1:Y:431:VAL:HG23 2.52 0.44
1:H:575:ALA:HA 1:W:482:ASN:ND2 2.31 0.44
1:Q:290:ASN:HD21 1:R:290:ASN:HD21 1.66 0.44
1:Q:441:THR:O 1:Q:441: THR:HG22 2.17 0.44
1:R:367:- THR:HG21 1:R:384:ALA:N 2.25 0.44
1:b:528:LYS:HE3 1:b:707:ILE:HD11 1.98 0.44
1:1:351:PRO:HD3 1:1:358:PHE:CD2 2.52 0.44
1:m:431:VAL:HG23 1:n:346:HIS:CD2 2.53 0.44
1:q:367: THR:HG21 1:q:384:ALA:N 2.25 0.44
1:t:528:LYS:HE3 1:t:707:ILE:HD11 1.98 0.44
1:w:346:HIS:CD2 1:y:431:VAL:HG23 2.52 0.44
1:w:351:PRO:HD3 1:w:358:PHE:CD2 2.52 0.44
1:x:431:VAL:HG23 1:y:346:HIS:CD2 2.53 0.44
1:2:450:LYS:NZ 1:1:347:GLU:OE2 2.29 0.44
1:2:227:ASP:0OD1 1:2:228[A]:ARG:HG2 2.17 0.44
1:2:441:THR:O 1:2:441: THR:HG22 2.17 0.44
1:5:441:THR:O 1:5:441: THR:HG22 2.17 0.44
1:A:465:PRO:HB3 1:G:496:LEU:HD12 1.99 0.44
1:A:496:LEU:HD11 1:1:553: THR:O 2.17 0.44
1:C:327:THR:HG22 1:C:397:ARG:HG2 1.98 0.44
1:E:575:ALA:HA 1:QQ:482:ASN:ND2 2.31 0.44
1:J:431:VAL:HG23 1:1.:346:HIS:CD2 2.53 0.44
1:J:441: THR:HG22 1:J:441:THR:O 2.17 0.44
1:K:240:PRO:HB3 1:L:643:PRO:HG2 1.99 0.44
1:0:327:THR:HG22 1:0:397:ARG:HG2 1.98 0.44
1:0:351:PRO:HD3 1:0:358:PHE:CD2 2.52 0.44
1:P:528:LYS:HE3 1:P:707:ILE:HD11 1.98 0.44
1:R:346:HIS:CD2 1:U:431:VAL:HG23 2.52 0.44
1:R:496:LEU:HD11 1:U:553:THR:O 2.17 0.44
1:T:522:LEU:HD12 1:1:435:LEU:HD22 1.98 0.44
1:U:234:THR:0OG1 1:U:664:MET:O 2.26 0.44
1:V:465:PRO:HB3 1:e:496:LEU:HD12 2.00 0.44
1:W:441: THR:HG22 1:W:441:THR:O 2.17 0.44
1:Y:351:PRO:HD3 1:Y:358:PHE:CD2 2.52 0.44
1:Y:441:THR:O 1:Y:441: THR:HG22 2.17 0.44
1:7:327:THR:HG22 1:7:397:ARG:HG2 1.98 0.44
1:d:678:LYS:HD3 1:1:391:PHE:CE1 2.52 0.44
1:j:528:LYS:HE3 1:j:707:ILE:HD11 1.98 0.44
1:k:441: THR:O 1:k:441: THR:HG22 2.17 0.44
1:r:367:- THR:HG21 1:r:384:ALA:N 2.25 0.44
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1:1:465:PRO:HB3 1:5:496:LEU:HD12 2.00 0.44
1:4:522:LEU:HD12 1:v:435:LEU:HD22 2.00 0.44
1:x:441: THR:O 1:x:441: THR:HG22 2.17 0.44
1:x:686:TYR:HE1 1:x:710[A]:ARG:NH2 2.15 0.44
1:2:482:ASN:ND2 1:2:575:ALA:HA 2.31 0.44
1:1:575:ALA:HA 1:2:482:ASN:ND2 2.32 0.44
1:2:351:PRO:HD3 1:2:358:PHE:CD2 2.52 0.44
1:6:227:ASP:0OD1 1:6:228|A]:ARG:HG2 2.17 0.44
1:7:351:PRO:HD3 1:7:358:PHE:CD2 2.52 0.44
1:8:441:THR:O 1:8:441: THR:HG22 2.17 0.44
1:A:359:MET:HE3 1:E:647:PHE:HA 2.00 0.44
1:A:528:LYS:HE3 1:A:707:ILE:HD11 1.98 0.44
1:A:647:PHE:HA 1:B:359:MET:HE3 1.98 0.44
1:D:346:HIS:CD2 1:P:431:VAL:HG23 2.52 0.44
1:D:441: THR:HG22 1:D:441:THR:O 2.17 0.44
1:E:346:HIS:CD2 1:F:431:VAL:HG23 2.53 0.44
1:F:347:GLU:OE2 1:Q:450:LYS:NZ 2.28 0.44
1:K:528:LYS:HE3 1:K:707:ILE:HD11 1.98 0.44
1:K:575:ALA:HA 1:a:482:ASN:ND2 2.31 0.44
1:M:346:HIS:CD2 1:b:431:VAL:HG23 2.52 0.44
1:M:441: THR:O 1:M:441: THR:HG22 2.17 0.44
1:M:610: THR:HA 1:b:593:GLN:NE2 2.33 0.44
1:0:496:LEU:HD11 1:n:553: THR:O 2.18 0.44
1:0:610: THR:HA 1:n:593:GLN:NE2 2.32 0.44
1:R:271:ASP:O 1:R:349:CYS:HA 2.18 0.44
1:S:528:LYS:HE3 1:S:707:.ILE:HD11 1.98 0.44
1:T:381:PRO:HB2 1:1:684:1ILE:HD11 1.99 0.44
1:W:678:LYS:HD3 1:Y:391:PHE:CE1 2.53 0.44
1:X:528:LYS:HE3 1:X:707:ILE:HD11 1.98 0.44
1:7:367:-THR:HG21 1:7:384:ALA:N 2.25 0.44
1:7:441: THR:HG22 1:7:441:THR:O 2.17 0.44
1:a:228|B]:ARG:HG2 1:a:669:GLU:OE2 2.18 0.44
1:¢:381:PRO:HB2 1:p:684:1ILE:HD11 1.98 0.44
1:d:351:PRO:HD3 1:d:358:PHE:CD2 2.52 0.44
1:g:327:" THR:HG22 1:g:397:ARG:HG2 1.98 0.44
1:g:346:HIS:CD2 1:h:431:VAL:HG23 2.53 0.44
1:h:528:LYS:HE3 1:h:707:ILE:HD11 1.98 0.44
1:1:327:THR:HG22 1:1:397:ARG:HG2 1.98 0.44
1:n:327: THR:HG22 1:n:397:ARG:HG2 1.98 0.44
1:n:351:PRO:HD3 1:n:358:PHE:CD2 2.52 0.44
1:0:431:VAL:HG23 1:p:346:HIS:CD2 2.53 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:327: THR:HG22 1:1:397:ARG:HG2 1.98 0.44
1:w:435:LEU:HD22 1:x:522:LEU:HD12 1.99 0.44
1:y:441: THR:O 1:y:441: THR:HG22 2.17 0.44
1:2:346:HIS:CD2 1:2:431:VAL:HG23 2.52 0.44
1:z:575:ALA:HA 1:1:482:ASN:ND2 2.33 0.44
1:7:441: THR:HG22 1:7:441:THR:O 2.17 0.44
1:7:690|B|:PHE:CE1 1:8:684:ILE:HG23 2.53 0.44
1:8:327: THR:HG22 1:8:397:ARG:HG2 1.98 0.44
1:A:441: THR:HG22 1:A:441: THR:O 2.17 0.44
1:B:290:ASN:HD21 1:1:290:ASN:HD21 1.66 0.44
1:D:271:ASP:O 1:D:349:CYS:HA 2.18 0.44
1:F:441: THR:O 1:F:441: THR:HG22 2.17 0.44
1:G:271:ASP:O 1:G:349:CYS:HA 2.18 0.44
1:G:528:LYS:HE3 1:G:707:ILE:HD11 1.98 0.44
1:1:302:LYS:HB3 1:1:665: THR:HG22 2.00 0.44
1:K:431:VAL:HG23 1:a:346:HIS:CD2 2.52 0.44
1:M:536:ALA:O 1:b:445:ASN:HB2 2.18 0.44
1:N:351:PRO:HD3 1:N:358:PHE:CD2 2.52 0.44
1:R:431:VAL:HG23 1:S:346:HIS:CD2 2.53 0.44
1:S:327: THR:HG22 1:S:397:ARG:HG2 1.98 0.44
1:S:431:VAL:HG23 1:U:346:HIS:CD2 2.53 0.44
1:Y:271:ASP:O 1:Y:349:CYS:HA 2.18 0.44
1:b:441: THR:HG22 1:b:441: THR:O 2.17 0.44
1:c:465:PRO:HB3 1:0:496:LEU:HD12 1.99 0.44
1:d:228|B|:ARG:HG2 1:d:669:GLU:OE2 2.18 0.44
1:d:327: THR:HG22 1:d:397:ARG:HG2 1.98 0.44
1:¢:351:PRO:HD3 1:e:358: PHE:CD2 2.52 0.44
1:£:441:THR:O 1:f:441: THR:HG22 2.17 0.44
1:g:528:LYS:HE3 1:g:707:ILE:HD11 1.98 0.44
1:h:441: THR:O 1:h:441: THR:HG22 2.17 0.44
1:1:351:PRO:HD3 1:1:358:PHE:CD2 2.52 0.44
1:1:431:VAL:HG23 1:j:346:HIS:CD2 2.53 0.44
1:j:302:LYS:HB3 1:j:665: THR:HG22 2.00 0.44
1:3:431:VAL:HG23 1:k:346:HIS:CD2 2.52 0.44
1:k:271:ASP:O 1:k:349:CYS:HA 2.18 0.44
1:m:367: THR:HG21 1:m:384:ALA:N 2.25 0.44
1:q:271:ASP:O 1:q:349:CYS:HA 2.18 0.44
1:q:327: THR:HG22 1:q:397:ARG:HG2 1.98 0.44
1:u:302:LYS:HB3 1:u:665: THR:HG22 2.00 0.44
1:v:441:THR:O 1:v:441: THR:HG22 2.17 0.44
1:v:528:LYS:HE3 1:v:707:ILE:HD11 1.98 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:v:643:PRO:HG2 1:1:240:PRO:HB3 1.98 0.44
1:v:704:GLY:HA2 1:w:247:-TYR:O 2.18 0.44
1:3:240:PRO:HB3 1:8:643:PRO:HG2 1.98 0.44
1:3:351:PRO:HD3 1:3:358:PHE:CD2 2.52 0.44
1:4:528:LYS:HE3 1:4:707:ILE:HD11 1.98 0.44
1:7:271:ASP:O 1:7:349:CYS:HA 2.18 0.44
1:8:367: THR:HG21 1:8:384:ALA:N 2.25 0.44
1:C:496:LEU:HD12 1:M:465:PRO:HB3 1.99 0.44
1:C:528:LYS:HE3 1:C:707:ILE:HD11 1.98 0.44
1:D:465:PRO:HB3 1:N:496:LEU:HD12 1.99 0.44
1:D:690[A]:PHE:CE1 1:D:691:ASN:OD1 2.70 0.44
1:E:431:VAL:HG23 1:Q:346:HIS:CD2 2.53 0.44
1:F:351:PRO:HD3 1:F:358:PHE:CD2 2.52 0.44
1:L:240:PRO:HB3 1:b:643:PRO:HG2 1.98 0.44
1:M:240:PRO:HB3 1:N:643:PRO:HG2 1.98 0.44
1:N:327:THR:HG22 1:N:397:ARG:HG2 1.98 0.44
1:N:435:LEU:HD22 1:P:522:LEU:HD12 1.98 0.44
1:N:465:PRO:HB3 1:P:496:LEU:HD12 2.00 0.44
1:S:465:PRO:HB3 1:U:496:LEU:HD12 2.00 0.44
1:T:271:ASP:O 1:T:349:CYS:HA 2.18 0.44
1:W:327:-THR:HG22 1:W:397:ARG:HG2 1.98 0.44
1:7:496:LEU:HD11 1:3:553:THR:O 2.17 0.44
1:a:228[A]:ARG:HD2 1:a:669:GLU:OE2 2.18 0.44
1:a:351:PRO:HD3 1:a:358:PHE:CD2 2.52 0.44
1:£:536:ALA:O 1:g:445:ASN:HB2 2.18 0.44
1:3:686:TYR:CE1 1:j:710[A]:ARG:CZ 3.01 0.44
1:r:528:LYS:HE3 1:r:707:ILE:HD11 1.98 0.44
1:t:271:ASP:O 1:t:349:CYS:HA 2.18 0.44
1:t:435:LEU:HD22 1:u:522:LEU:HD12 1.99 0.44
1:w:271:ASP:O 1:w:349:CYS:HA 2.18 0.44
1:y:351:PRO:HD3 1:y:358:PHE:CD2 2.52 0.44
1:2:522:LEU:HD12 1:2:435:LEU:HD22 1.99 0.44
1:2:686: TYR:CD1 1:2:710[B]:ARG:NH2 2.86 0.44
1:3:482:ASN:ND2 1:4:575:ALA:HA 2.32 0.44
1:A:435:LEU:HD22 1:G:522:LEU:HD12 2.00 0.44
1:C:709:ASP:C 1:C:710[B|:ARG:HG2 2.42 0.44
1:E:271:ASP:O 1:E:349:CYS:HA 2.18 0.44
1:H:240:PRO:HB3 1:1:643:PRO:HG2 2.00 0.44
1:H:465:PRO:HB3 1:W:496:LEU:HD12 1.99 0.44
1:H:496:LEU:HD12 1:Y:465:PRO:HB3 2.00 0.44
1:H:553: THR:O 1:W:496:LEU:HD11 2.18 0.44
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1:J:678:LYS:HD3 1:L:391:PHE:CE1 2.51 0.44
1:J:684:1ILE:HD11 1:L:381:PRO:HB2 2.00 0.44
1:1L:441: THR:HG22 1:1L:441: THR:O 2.17 0.44
1:P:302:LYS:HB3 1:P:665: THR:HG22 2.00 0.44
1:S:367:-THR:HG21 1:S:384:ALA:N 2.25 0.44
1:V:302:LYS:HB3 1:V:665: THR:HG22 2.00 0.44
1:X:381:PRO:HB2 1l:e:684:ILE:HD11 1.99 0.44
1:X:610: THR:HA 1:€:593:GLN:NE2 2.33 0.44
1:X:647:PHE:HA 1:1:359:MET:HE3 2.00 0.44
1:a:593:GLN:NE2 1:8:610: THR:HA 2.33 0.44
1:b:351:PRO:HD3 1:b:358:PHE:CD2 2.52 0.44
1:¢:351:PRO:HD3 1:¢:358:PHE:CD2 2.52 0.44
1:d:271:ASP:O 1:d:349:CYS:HA 2.18 0.44
1:d:575:ALA:HA 1:1:482: ASN:ND2 2.32 0.44
1:d:593:GLN:NE2 1:1:610: THR:HA 2.33 0.44
1:n:271:ASP:O 1:n:349:CYS:HA 2.18 0.44
1:0:528:LYS:HE3 1:0:707:ILE:HD11 1.98 0.44
1:p:302:LYS:HB3 1:p:665: THR:HG22 2.00 0.44
1:q:213:GLN:NE2 1:y:209:ASP:HB2 2.33 0.44
1:r:302:LYS:HB3 1:r:665: THR:HG22 2.00 0.44
1:u:431:VAL:HG23 1:v:346:HIS:CD2 2.53 0.44
1:2:441: THR:HG22 1:2:441:THR:O 2.17 0.44
1:A:240:PRO:HB3 1:E:643:PRO:HG2 2.00 0.44
1:A:431:VAL:HG23 1:G:346:HIS:CD2 2.52 0.44
1:C:496:LEU:HD11 1:M:553:THR:O 2.17 0.44
1:D:678:LYS:HD3 1:N:391:PHE:CE1 2.53 0.44
1:F:359:MET:HE3 1:G:647:PHE:HA 2.00 0.44
1:F:496:LEU:HD11 1:Q:553:THR:O 2.18 0.44
1:L:271:ASP:O 1:1:349:CYS:HA 2.18 0.44
1:R:327:THR:HG22 1:R:397:ARG:HG2 1.98 0.44
1:S:302:LYS:HB3 1:S:665: THR:HG22 2.00 0.44
1:U:240:PRO:HB3 1:e:643:PRO:HG2 1.99 0.44
1:V:643:PRO:HG2 1:W:240:PRO:HB3 2.00 0.44
1:V:678:LYS:HD3 1:e:391:PHE:CE1 2.52 0.44
1:X:346:HIS:CD2 1:€:431:VAL:HG23 2.52 0.44
1:a:302:LYS:HB3 1:2:665: THR:HG22 2.00 0.44
1:b:271:ASP:O 1:b:349:CYS:HA 2.18 0.44
1:b:302:LYS:HB3 1:b:665: THR:HG22 2.00 0.44
1:£:302:LYS:HB3 1:£:665: THR:HG22 2.00 0.44
1:£:351:PRO:HD3 1:£:358:PHE:CD2 2.52 0.44
1:¢:347:GLU:OE2 1:h:450:LYS:NZ 2.28 0.44
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1:1:327:THR:HG22 1:1:397:ARG:HG2 1.98 0.44
1:j:271:ASP:O 1:3:349:CYS:HA 2.18 0.44
1:j:435:LEU:HD22 1:k:522:LEU:HD12 2.00 0.44
1:1:271:ASP:O 1:1:349:CYS:HA 2.18 0.44
1:1:504:ALA:HA 1:1:505:PRO:HA 1.86 0.44
1:0:271:ASP:O 1:0:349:CYS:HA 2.18 0.44
1:q:575:ALA:HA 1:1:482: ASN:ND2 2.32 0.44
1:q:704:GLY:HA2 1:y:247:'TYR:O 2.18 0.44
1:t:346:HIS:CD2 1:v:431:VAL:HG23 2.52 0.44
1:w:522:LEU:HD12 1:y:435:LEU:HD22 2.00 0.44
1:x:686:TYR:HE1 1:x:710[B]:ARG:CZ 2.31 0.44
1:2:271:ASP:O 1:2:349:CYS:HA 2.18 0.44
1:3:302:LYS:HB3 1:3:665: THR:HG22 2.00 0.44
1:5:482:ASN:ND2 1:7:575:ALA:HA 2.32 0.44
1:6:327: THR:HG22 1:6:397:ARG:HG2 1.98 0.44
1:A:346:HIS:CD2 1:1:431: VAL:HG23 2.52 0.44
1:B:504:ALA:HA 1:B:505:PRO:HA 1.85 0.44
1:C:431:VAL:HG23 1:b:346:HIS:CD2 2.53 0.44
1:D:292: TRP:CE2 1:D:675:GLU:HG2 2.53 0.44
1:D:431:VAL:HG23 1:N:346:HIS:CD2 2.53 0.44
1:F:496:LEU:HD12 1:QQ:465:PRO:HB3 1.99 0.44
1:M:292: TRP:CE2 1:M:675:GLU:HG2 2.53 0.44
1:0:302:LYS:HB3 1:0:665: THR:HG22 2.00 0.44
1:T:465:PRO:HB3 1:d:496:LEU:HD12 1.99 0.44
1:W:465:PRO:HB3 1:Y:496:LEU:HD12 2.00 0.44
1:X:271:ASP:O 1:X:349:CYS:HA 2.18 0.44
1:X:351:PRO:HD3 1:X:358:PHE:CD2 2.52 0.44
1:¢:346:HIS:CD2 1:p:431:VAL:HG23 2.52 0.44
1:¢c:441: THR:O 1:c:441: THR:HG22 2.17 0.44
1:¢:609:GLU:O 1:p:419:HIS:HE1 2.01 0.44
1:£:271:ASP:O 1:1:349:CYS:HA 2.18 0.44
1:k:247:TYR:O 1:w:704:GLY:HA2 2.18 0.44
1:m:271:ASP:O 1:m:349:CYS:HA 2.18 0.44
1:0:351:PRO:HD3 1:0:358:PHE:CD2 2.52 0.44
1:q:347:GLU:OE2 1:5:450:LYS:NZ 2.29 0.44
1:1:227:ASP:OD1 1:1:228[A|:ARG:HG2 2.17 0.44
1:4:247:TYR:O 1:y:704:GLY:HA2 2.18 0.44
1:t:302:LYS:HB3 1:t:665: THR:HG22 2.00 0.44
1:u:240:PRO:HB3 1:2:643:PRO:HG2 2.00 0.44
1:w:441: THR:HG22 1:w:441: THR:O 2.17 0.44
1:x:271:ASP:O 1:x:349:CYS:HA 2.18 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:450:LYS:NZ 1:2:347:GLU:OE2 2.28 0.44
1:5:271:ASP:O 1:5:349:CYS:HA 2.18 0.44
1:5:435:LEU:HD22 1:6:522:LEU:HD12 2.00 0.44
1:7:292: TRP:CE2 1:7:675:GLU:HG2 2.53 0.44
1:E:441: THR:O 1:E:441: THR:HG22 2.17 0.43
1:F:240:PRO:HB3 1:G:643:PRO:HG2 2.00 0.43
1:G:302:LYS:HB3 1:G:665: THR:HG22 2.00 0.43
1:H:271:ASP:O 1:H:349:CYS:HA 2.18 0.43
1:1:271:ASP:O 1:1:349:CYS:HA 2.18 0.43
1:N:553:THR:O 1:P:496:LEU:HD11 2.18 0.43
1:0:271:ASP:O 1:0:349:CYS:HA 2.18 0.43
1:P:271:ASP:O 1:P:349:CYS:HA 2.18 0.43
1:Q:240:PRO:HB3 1:S:643:PRO:HG2 1.98 0.43
1:Q:271:ASP:0O 1:Q:349:CYS:HA 2.18 0.43
1:R:450:LYS:NZ 1:S:347:GLU:OE2 2.29 0.43
1:S:292: TRP:CE2 1:S:675:GLU:HG2 2.53 0.43
1:T:351:PRO:HD3 1:T:358: PHE:CD2 2.52 0.43
1:U:292: TRP:CE2 1:U:675:GLU:HG2 2.53 0.43
1:V:271:ASP:O 1:V:349:CYS:HA 2.18 0.43
1:V:351:PRO:HD3 1:V:358:PHE:CD2 2.52 0.43
1:V:709:ASP:C 1:V:710|B]:ARG:HG2 2.42 0.43
1:X:496:LEU:HD12 1:e:465:PRO:HB3 2.00 0.43
1:Y:292: TRP:CE2 1:Y:675:GLU:HG2 2.53 0.43
1:7:242:TYR:OH 1:7:360:LEU:O 2.35 0.43
1:7:496:LEU:HD12 1:3:465:PRO:HB3 2.00 0.43
1:7:684:ILE:HD11 1:4:381:PRO:HB2 2.00 0.43
1:a:271:ASP:O 1:a:349:CYS:HA 2.18 0.43
1:d:228[A]:ARG:HD2 1:d:669:GLU:OE2 2.18 0.43
1:£:609:GLU:O 1:g:419:HIS:HE1 2.01 0.43
1:1:684:ILE:HD11 1:h:381:PRO:HB2 1.99 0.43
1:h:292: TRP:CE2 1:h:675:GLU:HG2 2.53 0.43
1:1:496:LEU:HD12 1:k:465:PRO:HB3 2.00 0.43
1:1:609:GLU:O 1:k:419:HIS:HE1 2.01 0.43
1:j:686:TYR:CE1 1:j:710[B|:ARG:NH2 2.86 0.43
1:1:302:LYS:HB3 1:1:665: THR:HG22 2.00 0.43
1:m:351:PRO:HD3 1:m:358:PHE:CD2 2.52 0.43
1:n:302:LYS:HB3 1:n:665: THR:HG22 2.00 0.43
1:1:292: TRP:CE2 1:r:675:GLU:HG2 2.53 0.43
1:t:242: TYR:OH 1:t:360:LEU:O 2.35 0.43
1:3:271:ASP:O 1:3:349:CYS:HA 2.18 0.43
1:5:496:LEU:HD12 1:7:465:PRO:HB3 2.00 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:5:575:ALA:HA 1:6:482:ASN:ND2 2.32 0.43
1:B:347:GLU:OE2 1:L:450:LYS:NZ 2.29 0.43
1:C:302:LYS:HB3 1:C:665: THR:HG22 2.00 0.43
1:G:240:PRO:HB3 1:W:643:PRO:HG2 1.99 0.43
1:H:302:LYS:HB3 1:H:665: THR:HG22 2.00 0.43
1:H:496:LEU:HD11 1:Y:553:THR:O 2.18 0.43
1:H:522:LEU:HD12 1:Y:435:LEU:HD22 1.98 0.43
1:J:271:ASP:O 1:J:349:CYS:HA 2.18 0.43
1:1:292: TRP:CE2 1:L:675:GLU:HG2 2.53 0.43
1:P:240:PRO:HB3 1:Q:643:PRO:HG2 1.99 0.43
1:R:302:LYS:HB3 1:R:665: THR:HG22 2.00 0.43
1:S:684:1ILE:HD11 1:U:381:PRO:HB2 2.00 0.43
1:U:302:LYS:HB3 1:U:665: THR:HG22 2.00 0.43
1:U:351:PRO:HD3 1:U:358:PHE:CD2 2.52 0.43
1:W:292: TRP:CE2 1:W:675:GLU:HG2 2.53 0.43
1:X:441: THR:O 1:X:441: THR:HG22 2.17 0.43
1:7:351:PRO:HD3 1:7:358:PHE:CD2 2.52 0.43
1:7:435:LEU:HD22 1:4:522:LEU:HD12 2.01 0.43
1:a:678:LYS:HD3 1:8:391:PHE:CE1 2.52 0.43
1:d:302:LYS:HB3 1:d:665: THR:HG22 2.00 0.43
1:g:481:ASN:HB3 1:h:441: THR:HG21 1.99 0.43
1:1:465:PRO:HB3 1:j:496:LEU:HD12 2.00 0.43
1:k:292: TRP:CE2 1:k:675:GLU:HG2 2.53 0.43
1:0:465:PRO:HB3 1:p:496:LEU:HD12 2.01 0.43
1:p:351:PRO:HD3 1:p:358:PHE:CD2 2.52 0.43
1:q:302:LYS:HB3 1:q:665: THR:HG22 2.00 0.43
1:5:302:LYS:HB3 1:5:665: THR:HG22 2.00 0.43
1:t:482:ASN:ND2 1:v:575:ALA:HA 2.32 0.43
1:u:271:ASP:O 1:u:349:CYS:HA 2.18 0.43
1:2:431:VAL:HG23 1:1:346:HIS:CD2 2.53 0.43
1:2:271:ASP:O 1:2:349:CYS:HA 2.18 0.43
1:3:346:HIS:CD2 1:4:431:VAL:HG23 2.53 0.43
1:3:496:LEU:HD12 1:4:465:PRO:HB3 2.01 0.43
1:4:292: TRP:CE2 1:4:675:GLU:HG2 2.53 0.43
1:5:302:LYS:HB3 1:5:665: THR:HG22 2.00 0.43
1:5:346:HIS:CD2 1:7:431:VAL:HG23 2.53 0.43
1:B:271:ASP:O 1:B:349:CYS:HA 2.18 0.43
1:C:292: TRP:CE2 1:C:675:GLU:HG2 2.53 0.43
1:C:643:PRO:HG2 1:D:240:PRO:HB3 2.00 0.43
1:D:302:LYS:HB3 1:D:665: THR:HG22 2.00 0.43
1:1:292: TRP:CE2 1:.1:675:GLU:HG2 2.53 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:K:292:TRP:CE2 1:K:675:GLU:HG2 2.53 0.43
1:K:647:PHE:HA 1:7:359:MET:HE3 2.00 0.43
1:M:496:LEU:HD12 1:b:465:PRO:HB3 2.01 0.43
1:T:240:PRO:HB3 1:U:643:PRO:HG2 1.99 0.43
1:V:431:VAL:HG23 1:e:346:HIS:CD2 2.53 0.43
1:¢:431:VAL:HG23 1:0:346:HIS:CD2 2.53 0.43
1:d:431:VAL:HG23 1:1:346:HIS:CD2 2.53 0.43
1:e:271:ASP:O 1:€:349:CYS:HA 2.18 0.43
1:£:496: LEU:HD12 1:g:465:PRO:HB3 2.00 0.43
1:2:292: TRP:CE2 1:2:675:GLU:HG2 2.53 0.43
1:i:690|B|]:PHE:CE1 1:1:684:1ILE:HG23 2.53 0.43
1:m:292: TRP:CE2 1:m:675:GLU:HG2 2.53 0.43
1:0:441: THR:HG22 1:0:441:THR:O 2.17 0.43
1:p:271:ASP:O 1:p:349:CYS:HA 2.18 0.43
1:q:609:GLU:O 1:5:419:HIS:HE1 2.02 0.43
1:5:292: TRP:CE2 1:5:675:GLU:HG2 2.53 0.43
1:5:351:PRO:HD3 1:5:358:PHE:CD2 2.52 0.43
1:t:240:PRO:HB3 1:6:643:PRO:HG2 1.99 0.43
1:t:292: TRP:CE2 1:t:675:GLU:HG2 2.53 0.43
1:t:465:PRO:HB3 1:u:496:LEU:HD12 2.00 0.43
1:t:610: THR:HA 1:v:593:GLN:HE22 1.83 0.43
1:u:209:ASP:HB2 1:5:213:GLN:NE2 2.34 0.43
1:u:292: TRP:CE2 1:u:675:GLU:HG2 2.53 0.43
1:v:209:ASP:HB2 1:1:213:GLN:NE2 2.33 0.43
1:x:367: THR:HG21 1:x:384:ALA:N 2.25 0.43
1:x:575:ALA:HA 1:y:482:ASN:ND2 2.32 0.43
1:2:292:TRP:CE2 1:2:675:GLU:HG2 2.53 0.43
1:5:686: TYR:HE1 1:5:710[A]:ARG:CZ 2.31 0.43
1:C:504:ALA:HA 1:C:505:PRO:HA 1.85 0.43
1:C:684:ILE:HD11 1:b:381:PRO:HB2 2.01 0.43
1:E:289:ASN:O 1:E:717:LEU:HD11 2.19 0.43
1:E:496:LEU:HD12 1:F:465:PRO:HB3 1.99 0.43
1:G:292:TRP:CE2 1:G:675:GLU:HG2 2.53 0.43
1:G:431:VAL:HG23 1:1:346:HIS:CD2 2.53 0.43
1:K:593:GLN:NE2 1:a:610: THR:HA 2.33 0.43
1:1:289:ASN:O 1:L:717:LEU:HD11 2.19 0.43
1:N:292: TRP:CE2 1:N:675:GLU:HG2 2.53 0.43
1:P:292: TRP:CE2 1:P:675:GLU:HG2 2.53 0.43
1:Q:292:TRP:CE2 1:Q:675:GLU:HG2 2.53 0.43
1:S:445:ASN:HB2 1:U:536:ALA:O 2.18 0.43
1:T:441: THR:HG22 1:T:441: THR:O 2.17 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:T:496:LEU:HD12 1:1:465:PRO:HB3 2.00 0.43
1:T:536:ALA:O 1:1:445:ASN:HB2 2.18 0.43
1:T:593:GLN:NE2 1:d:610: THR:HA 2.33 0.43
1:V:367:- THR:HG21 1:V:384:ALA:N 2.25 0.43
1:W:301:PHE:HE1 1:W:664:MET:HE3 1.84 0.43
1:X:302:LYS:HB3 1:X:665: THR:HG22 2.00 0.43
1:¢:271:ASP:O 1:¢:349:CYS:HA 2.18 0.43
1:d:292: TRP:CE2 1:d:675:GLU:HG2 2.53 0.43
1:e:441: THR:HG22 1:e:441: THR:O 2.17 0.43
1:1:431:VAL:HG23 1:h:346:HIS:CD2 2.53 0.43
1:h:242:TYR:OH 1:h:360:LEU:O 2.35 0.43
1:1:271:ASP:O 1:1:349:CYS:HA 2.18 0.43
1:1:292: TRP:CE2 1:1:675:GLU:HG2 2.53 0.43
1:n:292: TRP:CE2 1:n:675:GLU:HG2 2.53 0.43
1:t:704:GLY:HA2 1:6:247:TYR:O 2.18 0.43
1:w:289:ASN:O 1:w:717:LEU:HD11 2.19 0.43
1:x:435:LEU:HD22 1:y:522:LEU:HD12 2.01 0.43
1:z:465:PRO:HB3 1:1:496:LEU:HD12 2.01 0.43
1:1:271:ASP:O 1:1:349:CYS:HA 2.18 0.43
1:2:302:LYS:HB3 1:2:665: THR:HG22 2.00 0.43
1:5:431:VAL:HG23 1:6:346:HIS:CD2 2.52 0.43
1:6:292: TRP:CE2 1:6:675:GLU:HG2 2.53 0.43
1:6:301:PHE:HE1 1:6:664:MET:HE3 1.84 0.43
1:8:351:PRO:HD3 1:8:358:PHE:CD2 2.52 0.43
1:A:271:ASP:O 1:A:349:CYS:HA 2.18 0.43
1:A:553:THR:O 1:G:496:LEU:HD11 2.18 0.43
1:C:271:ASP:O 1:C:349:CYS:HA 2.18 0.43
1:D:496:LEU:HD12 1:P:465:PRO:HB3 1.99 0.43
1:E:522:LEU:HD12 1:F:435:LEU:HD22 2.00 0.43
1:G:242:TYR:OH 1:G:360:LEU:O 2.35 0.43
1:G:678:LYS:HD3 1:1:391:PHE:CE1 2.52 0.43
1:H:431:VAL:HG23 1:W:346:HIS:CD2 2.52 0.43
1:J:302:LYS:HB3 1:J:665: THR:HG22 2.00 0.43
1:K:302:LYS:HB3 1:K:665: THR:HG22 2.00 0.43
1:K:553:THR:O 1:a:496:LEU:HD11 2.18 0.43
1:M:242:TYR:OH 1:M:360:LEU:O 2.35 0.43
1:N:271:ASP:O 1:N:349:CYS:HA 2.18 0.43
1:T:292: TRP:CE2 1:T:675:GLU:HG2 2.53 0.43
1:V:441: THR:O 1:V:441: THR:HG22 2.17 0.43
1:W:302:LYS:HB3 1:W:665: THR:HG22 2.00 0.43
1:7:292: TRP:CE2 1:7:675:GLU:HG2 2.53 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:7:575:ALA:HA 1:4:482:ASN:ND2 2.33 0.43
1:g:271:ASP:O 1:2:349:CYS:HA 2.18 0.43
1:g:302:LYS:HB3 1:g:665: THR:HG22 2.00 0.43
1:k:302:LYS:HB3 1:k:665: THR:HG22 2.00 0.43
1:m:441: THR:HG22 1:m:441:THR:O 2.17 0.43
1:0:302:LYS:HB3 1:0:665: THR:HG22 2.00 0.43
1:p:367: THR:HG21 1:p:384:ALA:N 2.25 0.43
1:v:247:TYR:O 1:1:704:GLY:HA2 2.18 0.43
1:x:292: TRP:CE2 1:x:675:GLU:HG2 2.53 0.43
1:y:289:ASN:O Ly:717:LEU:HD11 2.19 0.43
1:2:289:ASN:O 1:z:717:LEU:HD11 2.19 0.43
1:1:504:ALA:HA 1:1:505:PRO:HA 1.85 0.43
1:4:302:LYS:HB3 1:4:665: THR:HG22 2.00 0.43
1:5:242:TYR:OH 1:5:360:LEU:O 2.35 0.43
1:5:686: TYR:CE1 1:5:710[A]:ARG:CZ 3.01 0.43
1:6:271:ASP:O 1:6:349:CYS:HA 2.18 0.43
1:6:419:HIS:HE1 1:7:609:GLU:O 2.01 0.43
1:8:292: TRP:CE2 1:8:675:GLU:HG2 2.53 0.43
1:A:290:ASN:HD21 1:F:290:ASN:HD21 1.65 0.43
1:A:522:LEU:HD12 1:1:435:LEU:HD22 2.00 0.43
1:C:301:PHE:HE1 1:C:664:MET:HE3 1.84 0.43
1:D:290:ASN:HD21 1:M:290:ASN:HD21 1.67 0.43
1:E:465:PRO:HB3 1:Q:496:LEU:HD12 1.99 0.43
1:F:289:ASN:O 1.F:717.LEU:HD11 2.19 0.43
1:H:242: TYR:OH 1:H:360:LEU:O 2.35 0.43
1:J:276:HIS:HB3 1:J:599:LEU:HG 2.01 0.43
1:M:271:ASP:O 1:M:349:CYS:HA 2.18 0.43
1:M:381:PRO:HB2 1:b:684:1ILE:HD11 1.99 0.43
1:N:302:LYS:HB3 1:N:665: THR:HG22 2.00 0.43
1:S:435:LEU:HD22 1:U:522:LEU:HD12 2.01 0.43
1:T:301:PHE:HE1 1:T:664:MET:HE3 1.84 0.43
1:U:271:ASP:O 1:U:349:CYS:HA 2.18 0.43
1:W:289:ASN:O 1:W:717:LEU:HD11 2.19 0.43
1:a:292: TRP:CE2 1:a:675:GLU:HG2 2.53 0.43
1:a:431:VAL:HG23 1:8:346:HIS:CD2 2.53 0.43
1:¢:289:ASN:O 1:¢:717:LEU:HD11 2.19 0.43
1:¢:292: TRP:CE2 1:¢:675:GLU:HG2 2.53 0.43
1:¢:496:LEU:HD12 1:p:465:PRO:HB3 2.00 0.43
1:1:504:ALA:HA 1:£:505:PRO:HA 1.85 0.43
1:g:301:PHE:HE1 1:g:664:MET:HE3 1.84 0.43
1:h:271:ASP:O 1:h:349:CYS:HA 2.18 0.43
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1:1:302:LYS:HB3 1:1:665: THR:HG22 2.00 0.43
1:j:242:TYR:OH 1:3:360:LEU:O 2.35 0.43
1:j:292: TRP:CE2 1:j:675:GLU:HG2 2.53 0.43
1:1:289:ASN:O 1:1:717:LEU:HD11 2.19 0.43
1:m:289:ASN:O 1:m:717:LEU:HD11 2.19 0.43
1:p:292: TRP:CE2 1:p:675:GLU:HG2 2.53 0.43
1:8:271:ASP:O 1:5:349:CYS:HA 2.18 0.43
1:t:301:PHE:HE1 1:t:664:MET:HE3 1.84 0.43
1:v:289:ASN:O 1:v:717:LEU:HD11 2.19 0.43
1:x:686:TYR:CD1 1:x:710|B|:ARG:NH2 2.87 0.43
1:2:276:HIS:HB3 1:2:599:LEU:HG 2.01 0.43
1:3:292: TRP:CE2 1:3:675:GLU:HG2 2.53 0.43
1:6:289:ASN:O 1:6:717:LEU:HD11 2.19 0.43
1:A:289:ASN:O 1:A:717:LEU:HD11 2.19 0.43
1:B:431:VAL:HG23 1:J:346:HIS:CD2 2.53 0.43
1:C:690[A]:PHE:CZ 1:C:691:ASN:OD1 2.72 0.43
1:E:496:LEU:HD11 1:F:553: THR:O 2.18 0.43
1:H:359:MET:HE3 1:1:647:PHE:HA 2.00 0.43
1:0:289:ASN:O 1:0:717:LEU:HD11 2.19 0.43
1:P:242:TYR:OH 1:P:360:LEU:O 2.35 0.43
1:P:289:ASN:O 1:P:717:LEU:HD11 2.19 0.43
1:P:359:MET:HE3 1:Q:647:PHE:HA 2.00 0.43
1:Q:367:THR:HG21 1:Q:384:ALA:N 2.25 0.43
1:R:435:LEU:HD22 1:S:522:LEU:HD12 2.01 0.43
1:S:271:ASP:O 1:S:349:CYS:HA 2.18 0.43
1:T:289:ASN:O 1.T:717:LEU:HD11 2.19 0.43
1:W:271:ASP:O 1:W:349:CYS:HA 2.18 0.43
1:W:290:ASN:HD21 1:X:290:ASN:HD21 1.67 0.43
1:7:271:ASP:O 1:7:349:CYS:HA 2.18 0.43
1:d:504:ALA:HA 1:d:505:PRO:HA 1.86 0.43
1::292:TRP:CE2 1:¢:675:GLU:HG2 2.53 0.43
1l:e:418:MET:O 1:e:718: THR:HA 2.19 0.43
1:£:289:ASN:O 1:.£:717:LEU:HD11 2.19 0.43
1:h:240:PRO:HB3 1:1:643:PRO:HG2 2.00 0.43
1:1:242:TYR:OH 1:1:360:LEU:O 2.35 0.43
1:1:367: THR:HG21 1:1:384:ALA:N 2.25 0.43
1:m:301:PHE:HE1 1:m:664:MET:HE3 1.84 0.43
1:m:435:LEU:HD22 1:n:522:LEU:HD12 2.01 0.43
1:p:441: THR:O 1:p:441: THR:HG22 2.17 0.43
1:q:496:LEU:HD12 1:5:465:PRO:HB3 2.01 0.43
1:1:271:ASP:O 1:1:349:CYS:HA 2.18 0.43
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1:1:686: TYR:CD1 1:r:710[B|:ARG:NH2 2.86 0.43
1:u:276:HIS:HB3 1:u:599:LEU:HG 2.01 0.43
1:u:686:TYR:HE1 1:u:710[B]:ARG:CZ 2.31 0.43
1:x:289:ASN:O 1:x:717:LEU:HD11 2.19 0.43
1:x:302:LYS:HB3 1:x:665: THR:HG22 2.00 0.43
1:2z:302:LYS:HB3 1:2:665: THR:HG22 2.00 0.43
1:4:289:ASN:O 1:4:717:LEU:HD11 2.19 0.43
1:6:242:TYR:OH 1:6:360:LEU:O 2.35 0.43
1:6:302:LYS:HB3 1:6:665: THR:HG22 2.00 0.43
1:B:292: TRP:CE2 1:B:675:GLU:HG2 2.53 0.43
1:B:643:PRO:HG2 1:C:240:PRO:HB3 2.01 0.43
1:D:496:LEU:HD11 1:P:553: THR:O 2.18 0.43
1:D:647:PHE:HA 1:E:359:MET:-HE3 2.01 0.43
1:F:292: TRP:CE2 1:F:675:GLU:HG2 2.53 0.43
1:G:301:PHE:HE1 1:G:664:MET:HE3 1.84 0.43
1:J:292: TRP:CE2 1:J:675:GLU:HG2 2.53 0.43
1:K:289:ASN:O 1:K:717:LEU:HD11 2.19 0.43
1:M:522:LEU:HD12 1:b:435:LEU:HD22 1.99 0.43
1:0:431:VAL:HG23 1:m:346:HIS:CD2 2.53 0.43
1:0:496:LEU:HD12 1:n:465:PRO:HB3 1.99 0.43
1:Q:289:ASN:O 1:Q:717:LEU:HD11 2.19 0.43
1:V:292:TRP:CE2 1:V:675:GLU:HG2 2.53 0.43
1:V:418:MET:O 1:V:718: THR:HA 2.19 0.43
1:V:684:1ILE:HD11 1:e:381:PRO:HB2 2.01 0.43
1:X:292: TRP:CE2 1:X:675:GLU:HG2 2.53 0.43
1:7:301:PHE:HE1 1:7:664:MET-HE3 1.84 0.43
1:c:418:MET:O 1:c:718: THR:HA 2.19 0.43
1:d:418:MET:O 1:d:718: THR:HA 2.19 0.43
1:¢:289:ASN:O 1:e:717:LEU:HD11 2.19 0.43
1:g:289:ASN:O 1:g:717:LEU:HD11 2.19 0.43
1:¢:609:GLU:O 1:h:419:HIS:HE1 2.02 0.43
1:j:289:ASN:O 1:3:717:LEU:HD11 2.19 0.43
1:j:301:PHE:HE1 1:j:664:MET:HE3 1.84 0.43
1:0:292: TRP:CE2 1:0:675:GLU:HG2 2.53 0.43
1:p:418:MET:O 1:p:718: THR:HA 2.19 0.43
1:q:346:HIS:CD2 1:5:431:VAL:HG23 2.53 0.43
1::209:ASP:HB2 1:y:213:GLN:NE2 2.34 0.43
1:1:496:LEU:HD12 1:v:465:PRO:HB3 2.01 0.43
1:y:271:ASP:O 1:y:349:CYS:HA 2.18 0.43
1:2z:419:HIS:HE1 1:1:609:GLU:O 2.02 0.43
1:1:292: TRP:CE2 1:1:675:GLU:HG2 2.53 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:5:609:GLU:O 1:7:419:HIS:HE1 2.02 0.43
1:A:276:HIS:HB3 1:A:599:LEU:HG 2.01 0.43
1:A:504:ALA:HA 1:A:505:PRO:HA 1.85 0.43
1:B:289:ASN:O 1:B:717:LEU:HD11 2.19 0.43
1:C:289:ASN:O 1:C:717.LEU:HD11 2.19 0.43
1:D:418:MET:O 1:D:718: THR:HA 2.19 0.43
1:E:302:LYS:HB3 1:E:665: THR:HG22 2.00 0.43
1:F:271:ASP:O 1:F:349:CYS:HA 2.18 0.43
1:H:301:PHE:HE1 1:H:664:MET:HE3 1.84 0.43
1:H:610: THR:HA 1:Y:593:GLN:NE2 2.34 0.43
1:1:276:HIS:HB3 1:1:599:LEU:HG 2.01 0.43
1:1:301:PHE:HE1 1:1.664:MET:-HE3 1.84 0.43
1:J:289:ASN:O 1:J:717:LEU:HD11 2.19 0.43
1:J:593:GLN:NE2 1:L:610: THR:HA 2.34 0.43
1:K:536:ALA:O 1:8:445:ASN:HB2 2.18 0.43
1:1:302:LYS:HB3 1:L:665: THR:HG22 2.00 0.43
1:M:647:PHE:HA 1:¢:359:MET:HE3 2.00 0.43
1:N:242: TYR:OH 1:N:360:LEU:O 2.35 0.43
1:N:593:GLN:NE2 1:P:610: THR:HA 2.34 0.43
1:0:301:PHE:HE1 1:0:664:-MET:HE3 1.84 0.43
1:P:301:PHE:HE1 1:P:664:MET:HE3 1.84 0.43
1:Q:302:LYS:HB3 1:Q:665: THR:HG22 2.00 0.43
1:R:347:GLU:OE2 1:U:450:LYS:NZ 2.29 0.43
1:S:441: THR:O 1:S:441: THR:HG22 2.17 0.43
1:T:418:MET:O 1:T:718: THR:HA 2.19 0.43
1:W:431:VAL:HG23 1:Y:346:HIS:CD2 2.53 0.43
1:X:242: TYR:OH 1:X:360:LEU:O 2.35 0.43
1:X:418:MET:O 1:X:718: THR:HA 2.19 0.43
1:7:276:HIS:HB3 1:7:599:LEU:-HG 2.01 0.43
1:a:289:ASN:O 1:a:717:LEU:HD11 2.19 0.43
1:a:301:PHE:HE1 l:a:664:MET:HE3 1.84 0.43
1:b:289:ASN:O 1:b:717:LEU:HD11 2.19 0.43
1:¢:346:HIS:HD2 1:p:431:VAL:O 2.02 0.43
1:¢:536:ALA:O 1:p:445:ASN:HB2 2.18 0.43
1:d:465:PRO:HB3 1:1:496:LEU:HD12 2.00 0.43
1:h:302:LYS:HB3 1:h:665: THR:HG22 2.00 0.43
1:1:536:ALA:O 1:k:445:ASN:HB2 2.19 0.43
1:3:686: TYR:HE1 1:j:710[A]:ARG:CZ 2.31 0.43
1:k:418:MET:O 1:k:718: THR:HA 2.19 0.43
1:m:418:MET:O 1:m:718: THR:HA 2.19 0.43
1:n:418:MET:O 1:n:718:THR:HA 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:0:418:MET:O 1:0:718: THR:HA 2.19 0.43
1:p:301:PHE:HE1 1:p:664:MET:HE3 1.84 0.43
1:u:247:TYR:O 1:5:704:GLY:HA2 2.19 0.43
1:u:686:TYR:HE1 1:u:710[A|:ARG:NH2 2.15 0.43
1:v:271:ASP:O 1:v:349:CYS:HA 2.18 0.43
1:v:292: TRP:CE2 1:v:675:GLU:HG2 2.53 0.43
1:w:418:MET:O 1:w:718: THR:HA 2.19 0.43
1:2:289:ASN:O 1:2:717:LEU:HD11 2.19 0.43
1:2:292: TRP:CE2 1:2:675:GLU:HG2 2.53 0.43
1:3:289:ASN:O 1:3:717:LEU:HD11 2.19 0.43
1:3:301:PHE:HE1 1:3:664:MET:HE3 1.84 0.43
1:5:301:PHE:HE1 1:5:664:MET:HE3 1.84 0.43
1:6:276:HIS:HB3 1:6:599:LEU:HG 2.01 0.43
1:6:465:PRO:HB3 1:7:496:LEU:HD12 2.00 0.43
1:7:418:MET:O 1:7:718: THR:HA 2.19 0.43
1:8:271:ASP:O 1:8:349:CYS:HA 2.18 0.43
1:8:276:HIS:HB3 1:8:599:LEU:HG 2.01 0.43
1:A:292: TRP:CE2 1:A:675:GLU:HG2 2.53 0.43
1:A:301:PHE:HE1 1:A:664:MET:HE3 1.84 0.43
1:B:553: THR:O 1:J:496:LEU:HD11 2.19 0.43
1:C:249:GLN:NE2 1:C:261:PHE:HE1 2.17 0.43
1:C:276:HIS:HB3 1:C:599:LEU:HG 2.01 0.43
1:D:289:ASN:O 1:D:717:LEU:HD11 2.19 0.43
1:E:290:ASN:HD21 1:P:290:ASN:HD21 1.66 0.43
1:E:418:MET:O 1:E:718:THR:HA 2.19 0.43
1:H:367: THR:HG21 1:H:384:ALA:N 2.25 0.43
1:H:450:LYS:NZ 1:W:347:GLU:OE2 2.29 0.43
1:I:418:MET:O 1:I:718: THR:HA 2.19 0.43
1:K:271:ASP:O 1:K:349:CYS:HA 2.18 0.43
1:1:249:GLN:NE2 1:L:261:PHE:HE1 2.17 0.43
1:M:249:GLN:NE2 1:M:261:PHE:HE1 2.17 0.43
1:M:289:ASN:O 1:M:717:LEU:HD11 2.19 0.43
1:0:684:ILE:HD11 1:m:381:PRO:HB2 2.00 0.43
1:R:441: THR:HG22 1:R:441:THR:O 2.17 0.43
1:V:228|B]:ARG:HG2 1:V:669:GLU:OE2 2.19 0.43
1:W:276:HIS:HB3 1:W:599:LEU:HG 2.01 0.43
1:Y:302:LYS:HB3 1:Y:665: THR:HG22 2.00 0.43
1:Y:418:MET:O 1:Y:718: THR:HA 2.19 0.43
1:7:289:ASN:O 1:7Z:717:LEU:HD11 2.19 0.43
1:7:593:GLN:NE2 1:4:610: THR:HA 2.34 0.43
1:7:647:PHE:HA 1:a:359:MET:HE3 2.00 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:a:429:PRO:HB3 1:8:366:LEU:HD23 2.00 0.43
1:a:465:PRO:HB3 1:8:496:LEU:HD12 2.00 0.43
1:¢:301:PHE:HE1 1:c:664:MET:HE3 1.84 0.43
1:1:249:GLN:NE2 1:1:261:PHE:HE1 2.17 0.43
1:2:249:GLN:NE2 1:g:261:PHE:HE1 2.17 0.43
1:g:276:HIS:HB3 1:2:599:LEU:HG 2.01 0.43
1:2:366:LEU:HD23 1:h:429:PRO:HB3 2.01 0.43
1:g:504:ALA:HA 1:g:505:PRO:HA 1.86 0.43
1:h:249:GLN:NE2 1:h:261:PHE:HE1 2.17 0.43
1:1:419:HIS:HE1 1:j:609:GLU:O 2.02 0.43
1:k:289:ASN:O 1:k:717:LEU:HD11 2.19 0.43
1:1:301:PHE:HE1 1:1:664:MET:HE3 1.84 0.43
1:0:429:PRO:HB3 1:p:366:LEU:HD23 2.01 0.43
1:r:441: THR:HG22 1:r:441: THR:O 2.17 0.43
1::289:ASN:O 1:t:717:LEU:HD11 2.19 0.43
1:u:301:PHE:HE1 1:u:664:MET:HE3 1.84 0.43
1:u:418:MET:O 1:u:718: THR:HA 2.19 0.43
1:v:276:HIS:HB3 1:v:599:LEU:HG 2.01 0.43
1:w:302:LYS:HB3 1:w:665: THR:HG22 2.00 0.43
1:w:465:PRO:HB3 1:x:496:LEU:HD12 2.00 0.43
1:x:242:TYR:OH 1:x:360:LEU:O 2.35 0.43
1:y:292: TRP:CE2 1:y:675:GLU:HG2 2.53 0.43
1:2:496:LEU:HD12 1:2:465:PRO:HB3 2.00 0.43
1:4:271:ASP:O 1:4:349:CYS:HA 2.18 0.43
1:5:367: THR:HG21 1:5:384:ALA:N 2.25 0.43
1:5:686: TYR:CE1 1:5:710[B]:ARG:NH2 2.86 0.43
1:7:302:LYS:HB3 1:7:665: THR:HG22 2.00 0.43
1:8:301:PHE:HE1 1:8:664:MET:HE3 1.84 0.43
1:A:302:LYS:HB3 1:A:665: THR:HG22 2.00 0.42
1:B:249:GLN:NE2 1:B:261:PHE:HE1 2.17 0.42
1:G:418:MET:O 1:G:718:THR:HA 2.19 0.42
1:G:553: THR:O 1:1:496:LEU:HD11 2.19 0.42
1:H:292: TRP:CE2 1:H:675:GLU:HG2 2.53 0.42
1:M:276:HIS:HB3 1:M:599:LEU-HG 2.01 0.42
1:N:276:HIS:HB3 1:N:599:LEU:HG 2.01 0.42
1:N:301:PHE:HE1 1:N:664:MET:HE3 1.84 0.42
1:P:371:PRO:HA 1:P:376:ASN:HA 2.01 0.42
1:T:553: THR:O 1:d:496:LEU:HD11 2.19 0.42
1:U:418:MET:O 1:U:718:THR:HA 2.19 0.42
1:V:647:PHE:HA 1:W:359:MET:HE3 2.00 0.42
1:W:242:TYR:OH 1:W:360:LEU:O 2.35 0.42
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1:Y:301:PHE:HE1 1:Y:664:MET:HE3 1.84 0.42
1:b:418:MET:O 1:b:718: THR:HA 2.19 0.42
1:c:647:PHE:HA 1:3:359:MET:HE3 2.01 0.42
1:e:301:PHE:HE1 1:e:664:MET:HE3 1.84 0.42
1:£:346:HIS:HD2 1:g:431:VAL:O 2.02 0.42
1:f:647:PHE:HA 1:2:359:MET:HE3 2.01 0.42
1:h:276:HIS:HB3 1:h:599:LEU.HG 2.01 0.42
1:1:249:GLN:NE2 1:1:261:PHE:HE1 2.18 0.42
1:1:301:PHE:HE1 1:1:664:MET:HE3 1.84 0.42
1:j:371:PRO:HA 1:j:376:ASN:HA 2.01 0.42
1:n:504:ALA:HA 1:n:505:PRO:HA 1.85 0.42
1:q:441: THR:O 1:q:441: THR:HG22 2.17 0.42
1:5:418:MET:O 1:s:718: THR:HA 2.19 0.42
1:t:418:MET:O 1:t:718: THR:HA 2.19 0.42
1:u:465:PRO:HB3 1:v:496:LEU:HD12 2.01 0.42
1:v:301:PHE:HE1 1:v:664:MET:HE3 1.84 0.42
1:v:693:SER:O 1:w:379:SER:N 2.45 0.42
1:w:292: TRP:CE2 1:w:675:GLU:HG2 2.53 0.42
1:x:465:PRO:HB3 1:y:496:LEU:HD12 2.01 0.42
1:2:249:GLN:NE2 1:2:261:PHE:HE1 2.17 0.42
1:1:249:GLN:NE2 1:1:261:PHE:HE1 2.17 0.42
1:1:289:ASN:O 1:1:717:LEU:HD11 2.19 0.42
1:7:242: TYR:OH 1:7:360:LEU:O 2.35 0.42
1:7:301:PHE:HE1 1:7:664:MET:HE3 1.84 0.42
1:8:289:ASN:O 1:8:717:LEU:HD11 2.19 0.42
1:C:647:PHE:HA 1:D:359:MET:-HE3 2.00 0.42
1:E:292: TRP:CE2 1:E:675:GLU:HG2 2.53 0.42
1:E:301:PHE:HE1 1:E:664:MET:HE3 1.84 0.42
1:G:289:ASN:O 1:G:717:LEU:HD11 2.19 0.42
1:J:301:PHE:HE1 1:J:664:MET:HE3 1.84 0.42
1:M:302:LYS:HB3 1:M:665: THR:HG22 2.00 0.42
1:N:249:GLN:NE2 1:N:261:PHE:HE1 2.18 0.42
1:N:367: THR:HG21 1:N:384:ALA:N 2.25 0.42
1:0:292: TRP:CE2 1:0:675:GLU:HG2 2.53 0.42
1:Q:242:TYR:OH 1:Q:360:LEU:O 2.35 0.42
1:S:371:PRO:HA 1:S:376:ASN:HA 2.02 0.42
1:T:647:PHE:HA 1:1:359:MET:HE3 2.00 0.42
1:V:301:PHE:HE1 1:V:664:MET:HE3 1.84 0.42
1:W:371:PRO:HA 1:W:376:ASN:HA 2.01 0.42
1:X:643:PRO:HG2 1:£:240:PRO:HB3 2.01 0.42
1:Y:289:ASN:O 1:Y:717.LEU:HD11 2.19 0.42
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1:b:249:GLN:NE2 1:b:261:PHE:HE1 2.18 0.42
1:b:292: TRP:CE2 1:b:675:GLU:HG2 2.53 0.42
1:¢:276:HIS:HB3 1:¢:599:LEU:HG 2.01 0.42
1::276:HIS:HB3 1:¢:599:LEU:HG 2.01 0.42
1:£:292: TRP:CE2 1:£:675:GLU:HG2 2.53 0.42
1:£:418:MET:O 1:f:718: THR:HA 2.19 0.42
1::496:LEU:HD12 1:h:465:PRO:HB3 2.01 0.42
1:g:704:GLY:HA2 1:1:247'TYR:O 2.19 0.42
1:1:292: TRP:CE2 1:1:675:GLU:HG2 2.53 0.42
1:p:247:-TYR:O 1:6:704:GLY:HA2 2.19 0.42
1:p:289:ASN:O 1:p:717:LEU:HD11 2.19 0.42
1:q:292:TRP:CE2 1:q:675:GLU:HG2 2.53 0.42
1:r:242: TYR:OH 1:1:360:LEU:O 2.35 0.42
1:1:371:PRO:HA 1:1:376:ASN:HA 2.02 0.42
1:1:445:ASN:HB2 1:8:536:ALA:O 2.19 0.42
1:v:504:ALA:HA 1:v:505:PRO:HA 1.85 0.42
1:2:301:PHE:HE1 1:2:664:MET:HE3 1.84 0.42
1:5:292: TRP:CE2 1:5:675:GLU:HG2 2.53 0.42
1:6:418:-MET:O 1:6:718: THR:HA 2.19 0.42
1:7:289:ASN:O 1:7:717:LEU:HD11 2.19 0.42
1:C:290:ASN:HD21 1:L:290:ASN:HD21 1.67 0.42
1:C:637:-THR:HG21 1:D:663:GLN:NE2 2.35 0.42
1:E:553:THR:O 1:Q:496:LEU:HD11 2.19 0.42
1:F:371:PRO:HA 1:F:376:ASN:HA 2.01 0.42
1:F:643:PRO:HG2 1:R:240:PRO:HB3 2.01 0.42
1:H:418:MET:O 1:H:718: THR:HA 2.19 0.42
1:J:249:GLN:NE2 1:J:261:PHE:HE1 2.17 0.42
1:J:371:PRO:HA 1:J:376:ASN:HA 2.01 0.42
1:J:445:ASN:HB2 1:1:536:ALA:O 2.18 0.42
1:N:289:ASN:O 1:N:717.LEU:HD11 2.19 0.42
1:P:249:GLN:NE2 1:P:261:PHE:HE1 2.17 0.42
1:P:418:MET:O 1:P:718: THR:HA 2.19 0.42
1:Q:359:MET:HE3 1:S:647:PHE:HA 2.02 0.42
1:R:292: TRP:CE2 1:R:675:GLU.HG2 2.53 0.42
1:R:371:PRO:HA 1:R:376:ASN:HA 2.01 0.42
1:R:643:PRO:HG2 1:V:240:PRO:HB3 2.01 0.42
1:U:289:ASN:O 1:U:717.LEU:HD11 2.19 0.42
1:U:301:PHE:HE1 1:U:664:MET:HE3 1.84 0.42
1:V:289:ASN:O 1:V:717.LEU:HD11 2.19 0.42
1:W:418:MET:O 1:W:718:THR:HA 2.19 0.42
1:X:522:LEU:HD12 1:e:435:LEU:HD22 2.00 0.42
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1:X:536:ALA:O 1:e:445:ASN:HB2 2.18 0.42
1:Y:242:TYR:OH 1:Y:360:LEU:O 2.35 0.42
1:7:249:GLN:NE2 1:7:261:PHE:HE1 2.17 0.42
1:7:643:PRO:HG2 1:a:240:PRO:HB3 2.01 0.42
1:a:242: TYR:OH 1:a:360:LEU:O 2.35 0.42
1:d:371:PRO:HA 1:d:376:ASN:HA 2.01 0.42
1:h:289:ASN:O 1:h:717:LEU:HD11 2.19 0.42
1:1:276:HIS:HB3 1:1:599:LEU:HG 2.01 0.42
1:3:213:GLN:NE2 1:x:209:ASP:HB2 2.34 0.42
1:j:418:MET:O 1:j:718: THR:HA 2.19 0.42
1:j:593:GLN:HE22 1:k:610: THR:HA 1.84 0.42
1:q:242:TYR:OH 1:q:360:LEU:O 2.35 0.42
1:q:366:LEU:HD23 1:5:429:PRO:HB3 2.01 0.42
1:q:371:PRO:HA 1:q:376:ASN:HA 2.01 0.42
1:q:465:PRO:HB3 1:1:496:LEU:HD12 2.01 0.42
1:5:289:ASN:O 1:s:717:LEU:HD11 2.19 0.42
1:5:709:ASP:C 1:5:710|B]:ARG:HG2 2.45 0.42
1:w:593:GLN:HE22 1:x:610: THR:HA 1.84 0.42
1:y:302:LYS:HB3 1:y:665: THR:HG22 2.00 0.42
1:1:302:LYS:HB3 1:1:665: THR:HG22 2.00 0.42
1:2:249:GLN:NE2 1:2:261:PHE:HE1 2.17 0.42
1:3:371:PRO:HA 1:3:376:ASN:HA 2.01 0.42
1:3:522:LEU:HD12 1:4:435:LEU:HD22 2.00 0.42
1:6:371:PRO:HA 1:6:376:ASN:HA 2.01 0.42
1:7:234: THR:0G1 1:7:664:MET:O 2.26 0.42
1:8:249:GLN:NE2 1:8:261:PHE:HE1 2.17 0.42
1:8:418:-MET:O 1:8:718: THR:HA 2.19 0.42
1:B:302:LYS:HB3 1:B:665: THR:HG22 2.00 0.42
1:B:435:LEU:HD22 1:J:522:LEU:HD12 2.01 0.42
1:C:593:GLN:NE2 1:b:610: THR:HA 2.34 0.42
1:D:445:ASN:HB2 1:N:536:ALA:O 2.20 0.42
1:F:302:LYS:HB3 1:F:665: THR:HG22 2.00 0.42
1:G:290:ASN:HD21 1:H:290:ASN:HD21 1.66 0.42
1:G:663:GLN:NE2 1:W:637:THR:HG21 2.35 0.42
1:K:496:LEU:HD12 1:8:465:PRO:HB3 2.00 0.42
1:L:276:HIS:CD2 1:L:600:GLN:HA 2.55 0.42
1:0:643:PRO:HG2 1:d:240:PRO:HB3 2.02 0.42
1:R:276:HIS:HB3 1:R:599:LEU:HG 2.01 0.42
1:S:242: TYR:OH 1:S:360:LEU:O 2.35 0.42
1:T:302:LYS:HB3 1:T:665: THR:HG22 2.00 0.42
1:T:359:MET:HE3 1:U:647:PHE:HA 2.01 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:V:593:GLN:NE2 1:e:610: THR:HA 2.35 0.42
1:V:610: THR:HA 1:X:593:GLN:NE2 2.35 0.42
1:X:301:PHE:HE1 1:X:664:MET:HE3 1.84 0.42
1:7:285:GLN:HG3 1:7:686:TYR:HD2 1.85 0.42
1:7:371:PRO:HA 1:7:376:ASN:HA 2.01 0.42
1:7:418:MET:O 1:7:718:THR:HA 2.19 0.42
1:7:445:ASN:HB2 1:4:536:ALA:O 2.19 0.42
1:a:371:PRO:HA 1:a:376:ASN:HA 2.01 0.42
1:¢:249:GLN:NE2 1:c:261:PHE:HE1 2.17 0.42
1:€:249:GLN:NE2 1:e:261:PHE:HE1 2.17 0.42
1:g:441: THR:HG22 1:g:441:THR:O 2.17 0.42
1:h:281:PRO:HB2 1:k:682:PRO:HD3 2.02 0.42
1:1:289:ASN:O 1:1:717:LEU:HD11 2.19 0.42
1:m:353:PHE:HA 1:m:354:PRO:HD3 1.94 0.42
1:n:371:PRO:HA 1:n:376:ASN:HA 2.02 0.42
1:0:249:GLN:NE2 1:0:261:PHE:HE1 2.17 0.42
1:q:276:HIS:HB3 1:q:599:LEU:HG 2.01 0.42
1:r:301:PHE:HE1 1:r:664:MET:HE3 1.84 0.42
1:5:301:PHE:HE1 1:5:664:MET:HE3 1.84 0.42
1:5:371:PRO:HA 1:8:376:ASN:HA 2.01 0.42
1:u:371:PRO:HA 1:u:376:ASN:HA 2.01 0.42
1:v:302:LYS:HB3 1:v:665: THR:HG22 2.00 0.42
1:v:371:PRO:HA 1:v:376:ASN:HA 2.01 0.42
1:w:301:PHE:HE1 1:w:664:MET:HE3 1.84 0.42
1:x:276:HIS:HB3 1:x:599:LEU:HG 2.01 0.42
1:y:371:PRO:HA 1:y:376:ASN:HA 2.01 0.42
1:2:536:ALA:O 1:2:445:ASN:HB2 2.19 0.42
1:1:301:PHE:HE1 1:1:664:MET:HE3 1.84 0.42
1:1:465:PRO:HB3 1:2:496:LEU:HD12 2.01 0.42
1:2:371:PRO:HA 1:2:376:ASN:HA 2.02 0.42
1:3:242: TYR:OH 1:3:360:LEU:O 2.35 0.42
1:5:418:-MET:O 1:5:718: THR:HA 2.19 0.42
1:8:371:PRO:HA 1:8:376:ASN:HA 2.02 0.42
1:B:301:PHE:HE1 1:B:664:MET:HE3 1.84 0.42
1:C:445:ASN:HB2 1:b:536:ALA:O 2.20 0.42
1:D:301:PHE:HE1 1:D:664:MET:HE3 1.84 0.42
1:E:285:GLN:HG3 1:E:686: TYR:HD2 1.85 0.42
1:F:249:GLN:NE2 1:F:261:PHE:HE1 2.18 0.42
1:G:435:LEU:HD22 1:1:522:LEU:HD12 2.01 0.42
1:I:371:PRO:HA 1:1:376:ASN:HA 2.01 0.42
1:J:465:PRO:HB3 1:1L:496:LEU:HD12 2.00 0.42
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1:K:249:GLN:NE2 1:K:261:PHE:HE1 2.17 0.42
1:K:418:-MET:O 1:K:718:THR:HA 2.19 0.42
1:M:418:MET:O 1:M:718: THR:HA 2.19 0.42
1:N:371:PRO:HA 1:N:376:ASN:HA 2.01 0.42
1:Q:276:HIS:HB3 1:Q:599:LEU-HG 2.01 0.42
1:Q:371:PRO:HA 1:Q:376:ASN:HA 2.01 0.42
1:R:242:TYR:OH 1:R:360:LEU:O 2.35 0.42
1:S:301:PHE:HE1 1:S:664:MET:HE3 1.84 0.42
1:T:371:PRO:HA 1:T:376:ASN:HA 2.01 0.42
1:U:371:PRO:HA 1:U:376:ASN:HA 2.01 0.42
1:V:249:GLN:NE2 1:V:261:PHE:HE1 2.17 0.42
1:W:429:PRO:HB3 1:Y:366:LEU:HD23 2.02 0.42
1:X:249:GLN:NE2 1:X:261:PHE:HE1 2.18 0.42
1:X:289:ASN:O 1:X:717.LEU:HD11 2.19 0.42
1:b:504:ALA:HA 1:b:505:PRO:HA 1.86 0.42
1:¢:435:LEU:HD22 1:0:522:LEU:HD12 2.00 0.42
1:¢:302:LYS:HB3 1:¢:665: THR:HG22 2.00 0.42
1:1:435:LEU:HD22 1:h:522:LEU:HD12 2.00 0.42
1:1:371:PRO:HA 1:1:376:ASN:HA 2.01 0.42
1:j:249:GLN:NE2 1:j:261:PHE:HE1 2.18 0.42
1:0:276:HIS:HB3 1:0:599:LEU:HG 2.01 0.42
1:0:419:HIS:HE1 1:p:609:GLU:O 2.02 0.42
1:p:249:GLN:NE2 1:p:261:PHE:HE1 2.17 0.42
1:q:686:TYR:HE1 1:q:710[A]:ARG:NH2 2.18 0.42
1:t:682:PRO:HD3 1:5:281:PRO:HB2 2.01 0.42
1:u:435:LEU:HD22 1:v:522:LEU:HD12 2.01 0.42
1:x:371:PRO:HA 1:x:376:ASN:HA 2.01 0.42
1:y:249:GLN:NE2 1:y:261:PHE:HE1 2.17 0.42
1:1:593:GLN:HE22 1:2:610: THR:HA 1.84 0.42
1:4:249:GLN:NE2 1:4:261:PHE:HE1 2.17 0.42
1:5:289:ASN:O 1:5:717:LEU:HD11 2.19 0.42
1:A:371:PRO:HA 1:A:376:ASN:HA 2.02 0.42
1:C:441: THR:O 1:C:441: THR:HG22 2.17 0.42
1:E:371:PRO:HA 1:E:376:ASN:HA 2.02 0.42
1:E:435:LEU:HD22 1:Q:522:LEU:HD12 2.01 0.42
1:G:359:MET:HE3 1:W:647:PHE:HA 2.01 0.42
1:J:663:GLN:NE2 1:a:637: THR:HG21 2.35 0.42
1:0:371:PRO:HA 1:0:376:ASN:HA 2.01 0.42
1:R:553: THR:O 1:S:496:LEU:HD11 2.19 0.42
1:T:609:GLU:O 1:1:419:HIS:HE1 2.03 0.42
1:W:684:ILE:HD11 1:Y:381:PRO:HB2 2.01 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:X:276:HIS:HB3 1:X:599:LEU:HG 2.01 0.42
1:¢:302:LYS:HB3 1:¢:665: THR:HG22 2.00 0.42
1:1:301:PHE:HE1 1:1:664:MET:HE3 1.84 0.42
1:g:247:'TYR:O 1:k:704:GLY:HA2 2.19 0.42
1:1:371:PRO:HA 1:1:376:ASN:HA 2.01 0.42
1:0:240:PRO:HB3 1:7:643:PRO:HG2 2.00 0.42
1:0:301:PHE:HE1 1l:0:664:MET:HE3 1.84 0.42
1:1:643:PRO:HG2 1:x:240:PRO:HB3 2.00 0.42
1:t:249:GLN:NE2 1:t:261:PHE:HE1 2.17 0.42
1:t:593:GLN:HE22 1:u:610: THR:HA 1.84 0.42
1:u:593:GLN:HE22 1:v:610: THR:HA 1.84 0.42
1:u:686:TYR:CD1 1:u:710[B]:ARG:NH2 2.87 0.42
1:v:213:GLN:NE2 1:w:209:ASP:HB2 2.34 0.42
1:w:285:GLN:HG3 1:w:686:TYR:HD2 1.85 0.42
1:w:371:PRO:HA 1:w:376:ASN:HA 2.02 0.42
1:x:285:GLN:HG3 1:x:686: TYR:HD2 1.85 0.42
1:1:686: TYR:HE1 1:1:710[A]:ARG:NH2 2.18 0.42
1:2:285:GLN:HG3 1:2:686: TYR:HD2 1.85 0.42
1:4:418:-MET:O 1:4:718: THR:HA 2.19 0.42
1:6:445:ASN:HB2 1:7:536:ALA:O 2.19 0.42
1:7:285:GLN:HG3 1:7:686: TYR:HD2 1.85 0.42
1:C:228|B]:ARG:HG2 1:C:669:GLU:OE2 2.19 0.42
1:C:610: THR:HA 1:M:593:GLN:NE2 2.35 0.42
1:D:637: THR:HG21 1:E:663:GLN:NE2 2.35 0.42
1:G:249:GLN:NE2 1:G:261:PHE:HE1 2.17 0.42
1:H:276:HIS:HB3 1:H:599:LEU:HG 2.01 0.42
1:H:289:ASN:O 1:H:717.LEU:HD11 2.19 0.42
1:1:441: THR:O 1:1:441: THR:HG22 2.17 0.42
1:1:663: GLN:NE2 1:J:637:THR:HG21 2.34 0.42
1:J:285:GLN:HG3 1:J:686: TYR:HD2 1.85 0.42
1:K:371:PRO:HA 1:K:376:ASN:HA 2.01 0.42
1:L:285:GLN:HG3 1:L:686:TYR:HD2 1.85 0.42
1:M:496:LEU:HD11 1:b:553: THR:O 2.19 0.42
1:N:418:MET:O 1:N:718: THR:HA 2.19 0.42
1:P:276:HIS:HB3 1:P:599:LEU:HG 2.01 0.42
1:S:593:GLN:NE2 1:U:610:THR:HA 2.34 0.42
1:U:290:ASN:HD21 1:V:290:ASN:HD21 1.67 0.42
1:V:637:- THR:HG21 1:W:663:GLN:NE2 2.35 0.42
1:7:465:PRO:HB3 1:4:496:LEU:HD12 2.00 0.42
1:b:285:GLN:HG3 1:b:686: TYR:HD2 1.85 0.42
1:£:285:GLN:HG3 1:£:686: TYR:HD2 1.85 0.42
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1:h:418:MET:O 1:h:718: THR:HA 2.19 0.42
1:1:285:GLN:HG3 1:1:686: TYR:HD2 1.85 0.42
1:1:418:MET:O 1:1:718: THR:HA 2.19 0.42
1:j:276:HIS:HB3 1:j:599:LEU:HG 2.01 0.42
1:k:285:GLN:HG3 1:k:686:TYR:HD2 1.85 0.42
1:k:301:PHE:HE1 1:k:664:MET:HE3 1.84 0.42
1:m:302:LYS:HB3 1:m:665: THR:HG22 2.00 0.42
1:m:371:PRO:HA 1:m:376:ASN:HA 2.01 0.42
1:m:419:HIS:HE1 1:n:609:GLU:O 2.03 0.42
1:m:465:PRO:HB3 1:1n:496:LEU:HD12 2.00 0.42
1:0:289:ASN:O 1:0:717:LEU:HD11 2.19 0.42
1:p:704:GLY:HA2 1:q:247:'TYR:O 2.19 0.42
1:q:249:GLN:NE2 1:q:261:PHE:HE1 2.17 0.42
1:r:553: THR:O 1:5:496:LEU:HD11 2.20 0.42
1:u:441: THR:HG22 1:u:441:THR:O 2.17 0.42
1:v:379:SER:N 1:1:693:SER:O 2.46 0.42
1:w:242: TYR:OH 1:w:360:LEU:O 2.35 0.42
1:w:610: THR:HA 1:y:593:GLN:HE22 1.83 0.42
1:y:418:MET:0O 1:y:718: THR:HA 2.19 0.42
1:3:276:HIS:HB3 1:3:599:LEU:HG 2.01 0.42
1:3:609:GLU:O 1:4:419:HIS:HE1 2.03 0.42
1:4:301:PHE:HE1 1:4:664:-MET:HE3 1.84 0.42
1:5:276:HIS:HB3 1:5:599:LEU:HG 2.01 0.42
1:D:285:GLN:HG3 1:D:686: TYR:HD2 1.85 0.42
1:F:276:HIS:HB3 1:F:599:LEU:HG 2.01 0.42
1:F:418:MET:O 1:F:718: THR:HA 2.19 0.42
1:K:359:MET:-HE3 1:L:647:PHE:HA 2.01 0.42
1:K:496:LEU:HD11 1:8:553: THR:O 2.20 0.42
1:0:240:PRO:HB3 1:P:643:PRO:HG2 2.02 0.42
1:0:285:GLN:HG3 1:0:686:TYR:HD2 1.85 0.42
1:0:471:ASN:OD1 1:0:472:GLN:N 2.53 0.42
1:Q:285:GLN:HG3 1:Q:686:TYR:HD2 1.85 0.42
1:R:249:GLN:NE2 1:R:261:PHE:HE1 2.18 0.42
1:S:289:ASN:O 1:S:717:LEU:HD11 2.19 0.42
1:S:553: THR:O 1:U:496:LEU:HD11 2.20 0.42
1:U:285:GLN:HG3 1:U:686: TYR:HD2 1.85 0.42
1:V:690[A]:PHE:CZ 1:V:691:ASN:OD1 2.72 0.42
1:Y:285:GLN:HG3 1:Y:686: TYR:HD2 1.85 0.42
1:b:301:PHE:HE1 1:b:664:MET:HE3 1.84 0.42
1:c:367: THR:HG21 1:c:384:ALA:N 2.25 0.42
1:d:690(B|:PHE:HZ 1:n:684:ILE:HG23 1.84 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:e:276:HIS:CD2 1::600:GLN:HA 2.55 0.42
1:h:276:HIS:CD2 1:h:600: GLN:HA 2.55 0.42
1:h:285:GLN:HG3 1:h:686: TYR:HD2 1.85 0.42
1:j:465:PRO:HB3 1:k:496:LEU:HD12 2.01 0.42
1:1:418:MET:O 1:1:718: THR:HA 2.19 0.42
1:0:281:PRO:HB2 1:6:682:PRO:HD3 2.02 0.42
1:u:704:GLY:HA2 1:2:247:'TYR:O 2.20 0.42
1:w:496:LEU:HD12 1:y:465:PRO:HB3 2.01 0.42
1:y:285:GLN:HG3 1:y:686: TYR:HD2 1.85 0.42
1:2:285:GLN:HG3 1:2:686: TYR:HD2 1.85 0.42
1:2:418:MET:O 1:z:718: THR:HA 2.19 0.42
1:2z:609:GLU:O 1:2:419:HIS:HE1 2.02 0.42
1:4:371:PRO:HA 1:4:376:ASN:HA 2.01 0.42
1:6:431:VAL:O 1:7:346:HIS:HD2 2.03 0.42
1:7:439:ASP:0OD2 1:7:449:ARG:HB2 2.20 0.42
1:8:285:GLN:HG3 1:8:686: TYR:HD2 1.85 0.42
1:B:276:HIS:HB3 1:B:599:LEU:HG 2.01 0.42
1:1:249:GLN:NE2 1:1:261:PHE:HE1 2.17 0.42
1:1:359:-MET:-HE3 1:J:647:PHE:HA 2.01 0.42
1:1:439:ASP:0D2 1:1:449:ARG:HB2 2.20 0.42
1:J:435:LEU:HD22 1:L:522:LEU:HD12 2.01 0.42
1:K:301:PHE:HE1 1:K:664:MET:HE3 1.84 0.42
1:L:301:PHE:HE1 1:L:664:MET:HE3 1.84 0.42
1:L:418:MET:O 1:L:718: THR:HA 2.19 0.42
1:M:285:GLN:HG3 1:M:686: TYR:HD2 1.85 0.42
1:M:359:MET:HE3 1:N:647:PHE:HA 2.02 0.42
1:M:643:PRO:HG2 1:¢:240:PRO:HB3 2.01 0.42
1:N:285:GLN:HG3 1:N:686: TYR:HD2 1.85 0.42
1:N:471:ASN:OD1 1:N:472:GLN:N 2.53 0.42
1:Q:249:GLN:NE2 1:Q:261:PHE:HE1 2.17 0.42
1:S:285:GLN:HG3 1:S:686: TYR:HD?2 1.85 0.42
1:S:471:ASN:OD1 1:S:472:GLN:N 2.53 0.42
1:T:249:GLN:NE2 1:T:261:PHE:HE1 2.17 0.42
1:V:276:HIS:HB3 1:V:599:LEU:HG 2.01 0.42
1:V:471:ASN:OD1 1:V:472:GLN:N 2.53 0.42
1:W:445:ASN:HB2 1:Y:536:ALA:O 2.20 0.42
1:W:471:ASN:OD1 1:W:472:GLN:N 2.53 0.42
1:Y:439:ASP:0OD2 1:Y:449:ARG:HB2 2.20 0.42
1:2:276:HIS:HB3 1:2:599:LEU:HG 2.01 0.42
1:a:276:HIS:CD2 1:a:600:GLN:HA 2.55 0.42
1:a:471:ASN:OD1 1:a:472:GLN:N 2.53 0.42
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1:h:301:PHE:HE1 1:h:664:MET:HE3 1.84 0.42
1:1:471:ASN:OD1 1:1:472:GLN:N 2.53 0.42
1:1:285:GLN:HG3 1:1:686: TYR:HD2 1.85 0.42
1:1:471:ASN:OD1 1:1:472:GLN:N 2.53 0.42
1:m:249:GLN:NE2 1:m:261:PHE:HE1 2.17 0.42
1:n:249:GLN:NE2 1:n:261:PHE:HE1 2.17 0.42
1:p:471:ASN:OD1 1:p:472:GLN:N 2.53 0.42
1:1:276:HIS:HB3 1:1:599:LEU:HG 2.01 0.42
1:1:289:ASN:O 1:r:717:LEU:HD11 2.19 0.42
1:r:418:MET:O 1:r:718: THR:HA 2.19 0.42
1:1:471:ASN:OD1 1:r:472:GLN:N 2.53 0.42
1:5:285:GLN:HG3 1:5:686: TYR:HD2 1.85 0.42
1:u:439:ASP:0D2 1:u:449:ARG:HB2 2.20 0.42
1:x:249:GLN:NE2 1:x:261:PHE:HE1 2.17 0.42
1:x:450:LYS:NZ 1:y:347:GLU:OE2 2.28 0.42
1:y:276:HIS:HB3 1:y:599:LEU:HG 2.01 0.42
1:y:471:ASN:OD1 1:y:472:GLN:N 2.53 0.42
1:y:679:ARG:NH1 1:y:683:GLU:HG2 2.35 0.42
1:2:709:ASP:C 1:z:710[B]:ARG:HG2 2.45 0.42
1:1:276:HIS:HB3 1:1:599:LEU:HG 2.01 0.42
1:3:471:ASN:OD1 1:3:472:GLN:N 2.53 0.42
1:6:249:GLN:NE2 1:6:261:PHE:HE1 2.17 0.42
1:6:471:ASN:OD1 1:6:472: GLN:N 2.53 0.42
1:A:643:PRO:HG2 1:B:240:PRO:HB3 2.01 0.42
1:B:610: THR:HA 1:L:593:GLN:NE2 2.35 0.42
1:B:679:ARG:NH1 1:B:683:GLU:HG2 2.35 0.42
1:F:285:GLN:HG3 1:F:686:TYR:HD2 1.85 0.42
1:F:471:ASN:OD1 1:F:472: GLN:N 2.53 0.42
1:F:679:ARG:NH1 1:F:683:GLU:HG2 2.35 0.42
1:G:276:HIS:HB3 1:G:599:LEU:HG 2.01 0.42
1:K:242:TYR:OH 1:K:360:LEU:O 2.35 0.42
1:K:643:PRO:HG2 1:7:240:PRO:HB3 2.01 0.42
1:M:276:HIS:CD2 1:M:600:GLN:HA 2.55 0.42
1:M:301:PHE:HE1 1:M:664:MET:HE3 1.84 0.42
1:P:504:ALA:HA 1:P:505:PRO:HA 1.85 0.42
1:P:679:ARG:NH1 1:P:683:GLU:HG2 2.35 0.42
1:R:418:MET:O 1:R:718: THR:HA 2.19 0.42
1:R:679:ARG:NH1 1:R:683:GLU:HG2 2.35 0.42
1:S:276:HIS:HB3 1:S:599:LEU-HG 2.01 0.42
1:U:679:ARG:NH1 1:U:683:GLU:HG2 2.35 0.42
1:W:435:LEU:HD22 1:Y:522:LEU:HD12 2.02 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:W:504:ALA:HA 1:W:505:PRO:HA 1.85 0.42
1:W:593:GLN:NE2 1:Y:610: THR:HA 2.35 0.42
1:Y:471:ASN:OD1 1:Y:472:GLN:N 2.53 0.42
1:b:276:HIS:HB3 1:b:599:LEU:HG 2.01 0.42
1:b:439:ASP:0D2 1:b:449:ARG:HB2 2.20 0.42
1:¢:276:HIS:CD2 1:¢:600:GLN:HA 2.55 0.42
1:¢:496:LEU:HD11 1:p:553: THR:O 2.20 0.42
1:d:249:GLN:NE2 1:d:261:PHE:HE1 2.17 0.42
1:d:276:HIS:HB3 1:d:599:LEU:HG 2.01 0.42
1:d:289:ASN:O 1:d:717:LEU:HD11 2.19 0.42
1:d:301:PHE:HE1 1:d:664:MET:HE3 1.84 0.42
1:1:276:HIS:HB3 1:£:599:LEU:HG 2.01 0.42
1:£:367:- THR:HG21 1:£:384:ALA:N 2.25 0.42
1:£:439:ASP:0OD2 1:1:449:ARG:HB2 2.20 0.42
1:g:522:LEU:HD12 1:h:435:LEU:HD22 2.02 0.42
1:j:679:ARG:NH1 1:3:683:GLU:HG2 2.35 0.42
1:m:471:ASN:OD1 1:m:472:GLN:N 2.53 0.42
1:m:679:ARG:NH1 1:m:683:GLU:HG2 2.35 0.42
1:n:289:ASN:O 1:n:717:LEU:HD11 2.19 0.42
1:p:276:HIS:HB3 1:p:599:LEU:HG 2.01 0.42
1:1:247:TYR:O 1:x:704:GLY:HA2 2.20 0.42
1:1:285:GLN:HG3 1:1:686: TYR:HD2 1.85 0.42
1:r:679:ARG:NH1 1:r:683:GLU:HG2 2.35 0.42
1:5:471:ASN:OD1 1:5:472:GLN:N 2.53 0.42
1:5:679:ARG:NH1 1:5:683:GLU:HG2 2.35 0.42
1:t:276:HIS:HB3 1:t:599:LEU-HG 2.01 0.42
1:u:249:GLN:NE2 1:u:261:PHE:HE1 2.17 0.42
1:v:710[A]:ARG:HB2 1:v:712:ILE:-HG13 2.01 0.42
1:z:301:PHE:HE1 1:2:664:MET:HE3 1.84 0.42
1:z:371:PRO:HA 1:2:376:ASN:HA 2.01 0.42
1:1:418:MET:O 1:1:718: THR:HA 2.19 0.42
1:3:227:ASP:0OD1 1:3:228|B]:ARG:HD3 2.20 0.42
1:3:276:HIS:CD2 1:3:600: GLN:HA 2.55 0.42
1:6:679:ARG:NH1 1:6:683:GLU:HG2 2.35 0.42
1:7:471:ASN:OD1 1:7:472:GLN:N 2.53 0.42
1:8:302:LYS:HB3 1:8:665: THR:HG22 2.00 0.42
1:A:285:GLN:HG3 1:A:686: TYR:HD2 1.85 0.41
1:A:679:ARG:NH1 1:A:683:GLU:HG2 2.35 0.41
1:B:418:MET:O 1:B:718:THR:HA 2.19 0.41
1:B:637:THR:HG21 1:C:663:GLN:NE2 2.35 0.41
1:C:435:LEU:HD22 1:b:522:LEU:HD12 2.02 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:F:439:ASP:0D2 1:F:449:ARG:HB2 2.20 0.41
1:1:276:HIS:CD2 1:1:600: GLN:HA 2.55 0.41
1:J:439:ASP:0D2 1:J:449:ARG:HB2 2.20 0.41
1:L:371:PRO:HA 1:L:376:ASN:HA 2.01 0.41
1:0:418:MET:O 1:0:718: THR:HA 2.19 0.41
1:0:593:GLN:NE2 1:m:610: THR:HA 2.33 0.41
1:P:663:GLN:NE2 1:Q:637:THR:HG21 2.35 0.41
1:R:285:GLN:HG3 1:R:686: TYR:HD2 1.85 0.41
1:R:289:ASN:O 1:R:717:LEU:HD11 2.19 0.41
1:S:418:MET:O 1:S:718: THR:HA 2.19 0.41
1:S:679:ARG:NH1 1:S:683:GLU:HG2 2.35 0.41
1:T:276:HIS:HB3 1:T:599:LEU:HG 2.01 0.41
1:U:471:ASN:OD1 1:U:472:GLN:N 2.53 0.41
1:W:679:ARG:NH1 1:W:683:GLU:HG2 2.35 0.41
1:X:439:ASP:0D2 1:X:449:ARG:HB2 2.20 0.41
1:7:302:LYS:HB3 1:7:665: THR:HG22 2.00 0.41
1:¢:471:ASN:OD1 1:¢:472:GLN:N 2.53 0.41
1:£:445:ASN:HB2 1:h:536:ALA:O 2.20 0.41
1:j:281:PRO:HB2 1:w:682:PRO:HD3 2.01 0.41
1:k:439:ASP:0OD2 1:k:449:ARG:HB2 2.20 0.41
1:m:276:HIS:HB3 1:m:599:LEU:HG 2.01 0.41
1:n:276:HIS:HB3 1:n:599:LEU:HG 2.01 0.41
1:n:301:PHE:HE1 1:n:664:MET:HE3 1.84 0.41
1:0:439:ASP:0OD2 1:0:449:ARG:HB2 2.20 0.41
1:q:285:GLN:HG3 1:q:686: TYR:HD2 1.85 0.41
1:q:418:MET:O 1:q:718: THR:HA 2.19 0.41
1:q:522:LEU:HD12 1:5:435:LEU:HD22 2.02 0.41
1:q:684:1ILE:HD11 1:r:381:PRO:HB2 2.02 0.41
1:1:249:GLN:NE2 1:r:261:PHE:HE1 2.17 0.41
1:t:380: THR:HA 1:y:692:ASN:OD1 2.20 0.41
1:u:285:GLN:HG3 1:u:686: TYR:HD2 1.85 0.41
1:v:679:ARG:NH1 1:v:683:GLU:HG2 2.35 0.41
1:x:593:GLN:HE22 1:y:610: THR:HA 1.84 0.41
1:y:301:PHE:HE1 1:y:664:MET:HE3 1.84 0.41
1:y:367:THR:HG21 1:y:384:ALA:N 2.25 0.41
1:y:439:ASP:0D2 1:y:449:ARG:HB2 2.20 0.41
L:y:710[A]:ARG:HB2 1:y:712:ILE:HG13 2.01 0.41
1:2:496:LEU:HD11 1:2:553: THR:O 2.20 0.41
1:1:679:ARG:NH1 1:1:683:GLU:HG2 2.35 0.41
1:3:249:GLN:NE2 1:3:261:PHE:HE1 2.17 0.41
1:4:242:TYR:OH 1:4:360:LEU:O 2.35 0.41
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:7:249:GLN:NE2 1:7:261:PHE:HE1 2.18 0.41
1:8:471:ASN:OD1 1:8:472:GLN:N 2.53 0.41
1:D:435:LEU:HD22 1:N:522:LEU:HD12 2.02 0.41
1:D:439:ASP:0OD2 1:D:449:ARG:HB2 2.20 0.41
1:E:242:TYR:OH 1:E:360:LEU:O 2.35 0.41
1:F:301:PHE:HE1 1:F:664:MET:HE3 1.84 0.41
1:F:637:THR:HG21 1:R:663:GLN:NE2 2.35 0.41
1:H:249:GLN:NE2 1:H:261:PHE:HE1 2.17 0.41
1:H:439:ASP:0OD2 1:H:449:ARG:HB2 2.20 0.41
1:H:471:ASN:OD1 1:H:472:GLN:N 2.53 0.41
1:P:439:ASP:0OD2 1:P:449:ARG:HB2 2.20 0.41
1:P:471:ASN:OD1 1:P:472:GLN:N 2.53 0.41
1:R:276:HIS:CD2 1:R:600: GLN:HA 2.55 0.41
1:R:439:ASP:0OD2 1:R:449:ARG:HB2 2.20 0.41
1:S:249:GLN:NE2 1:S:261:PHE:HE1 2.18 0.41
1:T:471:ASN:OD1 1:T:472:GLN:N 2.53 0.41
1:T:679:ARG:NH1 1:T:683:GLU:HG2 2.35 0.41
1:V:429:PRO:HB3 1:e:366:LEU:HD23 2.01 0.41
1:X:496:LEU:HD11 1:e:553: THR:O 2.20 0.41
1:Y:249:GLN:NE2 1:Y:261:PHE:HE1 2.18 0.41
1:Y:276:HIS:HB3 1:Y:599:LEU:HG 2.01 0.41
1:7:471:ASN:OD1 1:7:472:GLN:N 2.53 0.41
1:a:418:-MET:O 1:a:718: THR:HA 2.19 0.41
1:¢:610: THR:HA 1:p:593:GLN:HE22 1.85 0.41
1:¢c:643:PRO:HG2 1:5:240:PRO:HB3 2.01 0.41
1:¢:679:ARG:NH1 1:¢:683:GLU:HG2 2.35 0.41
1:e:367: THR:HG21 1:e:384:ALA:N 2.25 0.41
1:e:471:ASN:OD1 1:€:472:GLN:N 2.53 0.41
1:2:285:GLN:HG3 1:¢:686: TYR:HD2 1.85 0.41
1:j:471:ASN:OD1 1:j:472:GLN:N 2.53 0.41
1:k:249:GLN:NE2 1:k:261:PHE:HE1 2.17 0.41
1:n:439:ASP:0D2 1:n:449:ARG:HB2 2.20 0.41
1:p:213:GLN:NE2 1:q:209:ASP:HB2 2.35 0.41
1:q:289:ASN:O 1:q:717:LEU:HD11 2.19 0.41
1:q:679:ARG:NH1 1:q:683:GLU:HG2 2.35 0.41
1:u:242:TYR:OH 1:u:360:LEU:O 2.35 0.41
1:u:281:PRO:HB2 1:1:682:PRO:HD3 2.02 0.41
1:v:285:GLN:HG3 1:v:686: TYR:HD2 1.85 0.41
1:v:471:ASN:OD1 1:v:472:GLN:N 2.53 0.41
1:w:276:HIS:HB3 1:w:599:LEU:HG 2.01 0.41
1:1:439:ASP:0OD2 1:1:449:ARG:HB2 2.20 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:2:439:ASP:0OD2 1:2:449:ARG:HB2 2.20 0.41
1:5:471:ASN:OD1 1:5:472:GLN:N 2.53 0.41
1:7:276:HIS:HB3 1:7:599:LEU:-HG 2.01 0.41
1:7:367:- THR:HG21 1:7:384:ALA:N 2.25 0.41
1:8:439:ASP:0OD2 1:8:449:ARG:HB2 2.20 0.41
1:A:471:ASN:OD1 1:A:472:GLN:N 2.53 0.41
1:B:439:ASP:0D2 1:B:449:ARG:HB2 2.20 0.41
1:C:679:ARG:NH1 1:C:683:GLU:HG2 2.35 0.41
1:D:684:ILE:HD11 1:N:381:PRO:HB2 2.01 0.41
1:1:285:GLN:HG3 1:1:686: TYR:HD2 1.85 0.41
1:L:471:ASN:OD1 1:1L:472:GLN:N 2.53 0.41
1:N:679:ARG:NH1 1:N:683:GLU:HG2 2.35 0.41
1:0:249:GLN:NE2 1:0:261:PHE:HE1 2.18 0.41
1:0:276:HIS:HB3 1:0:599:LEU:HG 2.01 0.41
1:0:276:HIS:CD2 1:0:600:GLN:HA 2.55 0.41
1:R:610: THR:HA 1:U:593:GLN:NE2 2.35 0.41
1:T:227:ASP:0OD1 1:T:228|B|:ARG:HD3 2.20 0.41
1:T:643:PRO:HG2 1:1:240:PRO:HB3 2.01 0.41
1:U:249:GLN:NE2 1:U:261:PHE:HE1 2.17 0.41
1:U:439:ASP:0OD2 1:U:449:ARG:HB2 2.20 0.41
1:Y:679:ARG:NH1 1:Y:683:GLU:HG2 2.35 0.41
1:7:439:ASP:0OD2 1:7:449:ARG:HB2 2.20 0.41
1:a:249:GLN:NE2 1:a:261:PHE:HE1 2.18 0.41
1:a:290:ASN:HD21 1:3:290:ASN:HD21 1.69 0.41
1:b:367:THR:HG21 1:b:384:ALA:N 2.25 0.41
1:d:429:PRO:HB3 1:1:366: LEU:HD23 2.00 0.41
1:d:439:ASP:0D2 1:d:449:ARG:HB2 2.20 0.41
1:d:679:ARG:NH1 1:d:683:GLU:HG2 2.35 0.41
1:2:679:ARG:NH1 1:2:683:GLU:HG2 2.35 0.41
1:h:359:MET:HE3 1:1:647:PHE:HA 2.03 0.41
1:1:435:LEU:HD22 1:j:522:LEU:HD12 2.01 0.41
1:1:679:ARG:NH1 1:1:683:GLU:HG2 2.35 0.41
1:1:249:GLN:NE2 1:1:261:PHE:HE1 2.17 0.41
1:1:276:HIS:CD2 1:1:600: GLN:HA 2.55 0.41
1:n:679:ARG:NH1 1:n:683:GLU:HG2 2.35 0.41
1:q:276:HIS:CD2 1:q:600:GLN:HA 2.55 0.41
1:q:301:PHE:HE1 1:q:664:MET:HE3 1.84 0.41
1:q:439:ASP:0D2 1:q:449:ARG:HB2 2.20 0.41
1:q:682:PRO:HD3 1:x:281:PRO:HB2 2.02 0.41
1:t:346:HIS:HD2 1:v:431:VAL:O 2.04 0.41
1:u:276:HIS:CD2 1:u:600: GLN:HA 2.55 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:v:418:MET:O 1:v:718: THR:HA 2.19 0.41
1:v:682:PRO:HD3 1:y:281:PRO:HB2 2.02 0.41
1:v:692:ASN:OD1 1:w:380: THR:HA 2.20 0.41
1:2:471:ASN:OD1 1:2:472:GLN:N 2.53 0.41
1:3:285:GLN:HG3 1:3:686: TYR:HD2 1.85 0.41
1:3:366:LEU:HD23 1:4:429:PRO:HB3 2.03 0.41
1:3:418:-MET:O 1:3:718: THR:HA 2.19 0.41
1:6:593:GLN:HE22 1:7:610: THR:HA 1.85 0.41
1:7:353:PHE:HA 1:7:354:PRO:HD3 1.94 0.41
1:7:371:PRO:HA 1:7:376:ASN:HA 2.01 0.41
1:A:663:GLN:NE2 1:E:637:- THR:HG21 2.35 0.41
1:C:276:HIS:CD2 1:C:600:GLN:HA 2.55 0.41
1:C:285:GLN:HG3 1:C:686:TYR:HD2 1.85 0.41
1:C:418:MET:O 1:C:718: THR:HA 2.19 0.41
1:D:276:HIS:HB3 1:D:599:LEU:HG 2.01 0.41
1:D:593:GLN:NE2 1:N:610: THR:HA 2.35 0.41
1:E:276:HIS:HB3 1:E:599:LEU:HG 2.01 0.41
1:F:367:- THR:HG21 1:F:384:ALA:N 2.25 0.41
1:F:663:GLN:NE2 1:G:637:THR:HG21 2.35 0.41
1:H:285:GLN:HG3 1:H:686: TYR:HD?2 1.85 0.41
1:H:371:PRO:HA 1:H:376:ASN:HA 2.02 0.41
1:M:371:PRO:HA 1:M:376:ASN:HA 2.01 0.41
1:N:276:HIS:CD2 1:N:600:GLN:HA 2.55 0.41
1:N:663:GLN:NE2 1:m:637: THR:HG21 2.36 0.41
1:0:445:ASN:HB2 1:m:536:ALA:O 2.20 0.41
1:R:301:PHE:HE1 1:R:664:MET:HE3 1.84 0.41
1:R:471:ASN:OD1 1:R:472:GLN:N 2.53 0.41
1:S:359:MET:HE3 1:d:647:PHE:HA 2.02 0.41
1:S:439:ASP:0D2 1:S:449:ARG:HB2 2.20 0.41
1:T:496:LEU:HD11 1:1:553: THR: O 2.20 0.41
1:W:249:GLN:NE2 1:W:261:PHE:HE1 2.18 0.41
1:X:471:ASN:OD1 1:X:472:GLN:N 2.53 0.41
1:X:679:ARG:NH1 1:X:683:GLU:HG2 2.35 0.41
1:Y:371:PRO:HA 1:Y:376:ASN:HA 2.01 0.41
1:a:285:GLN:HG3 1:a:686: TYR:HD2 1.85 0.41
1:b:471:ASN:OD1 1:b:472:GLN:N 2.53 0.41
1:¢:371:PRO:HA 1:¢:376:ASN:HA 2.01 0.41
1:e:371:PRO:HA 1:e:376:ASN:HA 2.01 0.41
1::679:ARG:NH1 1:¢:683:GLU:HG2 2.35 0.41
1:2:213:GLN:NE2 1:1:209:ASP:HB2 2.35 0.41
1:g:276:HIS:CD2 1:g:600: GLN:HA 2.55 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:j:209:ASP:HB2 1:1:213:GLN:NE2 2.35 0.41
1:3:425:ARG:HD3 1:3:425:ARG:HA 1.92 0.41
1:j:439:ASP:0D2 1:j:449:ARG:HB2 2.20 0.41
1:j:704:GLY:HA2 1:x:247:'TYR:O 2.19 0.41
1:k:276:HIS:HB3 1:k:599:LEU:HG 2.01 0.41
1:1:276:HIS:HB3 1:1:599:LEU:HG 2.01 0.41
1:1:679:ARG:NH1 1:1:683:GLU:HG2 2.35 0.41
1:n:285:GLN:HG3 1:n:686: TYR:HD2 1.85 0.41
1:n:471:ASN:OD1 1:n:472:GLN:N 2.53 0.41
1:0:471:ASN:OD1 1:0:472:GLN:N 2.53 0.41
1:0:679:ARG:NH1 1:0:683:GLU:HG2 2.35 0.41
1:5:249:GLN:NE2 1:5:261:PHE:HE1 2.17 0.41
1:w:431:VAL:O 1:x:346:HIS:HD2 2.03 0.41
1:w:471:ASN:OD1 1:w:472:GLN:N 2.53 0.41
1:w:684:1LE:HD11 1:x:381:PRO:HB2 2.01 0.41
1:2:276:HIS:HB3 1:2:599:LEU:HG 2.01 0.41
1:2:429:PRO:HB3 1:1:366:LEU:HD23 2.01 0.41
1:5:247:TYR:O 1:8:704:GLY:HA2 2.20 0.41
1:5:249:GLN:NE2 1:5:261:PHE:HE1 2.18 0.41
1:5:371:PRO:HA 1:5:376:ASN:HA 2.01 0.41
1:6:285:GLN:HG3 1:6:686: TYR:HD2 1.85 0.41
1:6:553: THR:O 1:7:496:LEU:HD11 2.20 0.41
1:7:679:ARG:NH1 1:7:683:GLU:HG2 2.35 0.41
1:A:418:MET:O 1:A:718: THR:HA 2.19 0.41
1:D:371:PRO:HA 1:D:376:ASN:HA 2.02 0.41
1:D:471:ASN:OD1 1:D:472:GLN:N 2.53 0.41
1:D:679:ARG:NH1 1:D:683:GLU:HG2 2.35 0.41
1:E:471:ASN:OD1 1:E:472:GLN:N 2.53 0.41
1:E:679:ARG:NH1 1:E:683:GLU:HG2 2.35 0.41
1:F:353:PHE:CE2 1:F:355:ALA:HB3 2.56 0.41
1:F:610: THR:HA 1:Q:593:GLN:NE2 2.36 0.41
1:G:439:ASP:0OD2 1:G:449:ARG:HB2 2.20 0.41
1:J:353:PHE:CE2 1:J:355:ALA:HB3 2.56 0.41
1:J:418:MET:O 1:J:718:THR:HA 2.19 0.41
1:J:553:THR:O 1:1:496:LEU:HD11 2.20 0.41
1:K:353:PHE:CE2 1:K:355:ALA:HB3 2.56 0.41
1:K:439:ASP:0D2 1:K:449:ARG:HB2 2.20 0.41
1:L:276:HIS:HB3 1:L:599:LEU:HG 2.01 0.41
1:0:679:ARG:NH1 1:0:683:GLU:HG2 2.35 0.41
1:Q:418:MET:0O 1:Q:718: THR:HA 2.19 0.41
1:S:353:PHE:CE2 1:S:355:ALA:HB3 2.56 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:U:276:HIS:CD2 1:U:600:GLN:HA 2.55 0.41
1:V:435:LEU:HD22 1:e:522:LEU:HD12 2.02 0.41
1:V:445:ASN:HB2 1:e:536:ALA:O 2.20 0.41
1:W:285:GLN:HG3 1:W:686: TYR:HD2 1.85 0.41
1:d:285:GLN:HG3 1:d:686: TYR:HD?2 1.85 0.41
1:d:471:ASN:OD1 1:d:472:GLN:N 2.53 0.41
1:£:471:ASN:OD1 1:£:472:GLN:N 2.53 0.41
1:g:418:MET:O 1:g:718:'THR:HA 2.19 0.41
1:g:471:ASN:OD1 1:g:472:GLN:N 2.53 0.41
1:2:682:PRO:HD3 1:2:281:PRO:HB2 2.01 0.41
1:h:371:PRO:HA 1:h:376:ASN:HA 2.01 0.41
1:h:504:ALA:HA 1:h:505:PRO:HA 1.86 0.41
1:1:276:HIS:CD2 1:1:600: GLN:HA 2.55 0.41
1:k:679:ARG:NH1 1:k:683:GLU:HG2 2.35 0.41
1:q:471:ASN:OD1 1:q:472:GLN:N 2.53 0.41
1:1:439:ASP:0OD2 1:r:449:ARG:HB2 2.20 0.41
1:5:242:TYR:OH 1:5:360:LEU:O 2.35 0.41
1:5:276:HIS:CD2 1:5:600:GLN:HA 2.55 0.41
1:5:439:ASP:0OD2 1:5:449:ARG:HB2 2.20 0.41
1:x:418:MET:O 1:x:718: THR:HA 2.19 0.41
1:x:439:ASP:0D2 1:x:449:ARG:HB2 2.20 0.41
1:x:471:ASN:OD1 1:x:472:GLN:N 2.53 0.41
1:2:209:ASP:HB2 1:4:213:GLN:NE2 2.35 0.41
1:3:289:ASN:ND2 1:3:686: TYR:H 2.13 0.41
1:4:353:PHE:CE2 1:4:355:ALA:HB3 2.56 0.41
1:4:439:ASP:0OD2 1:4:449:ARG:HB2 2.20 0.41
1:5:209:ASP:HB2 1:8:213:GLN:NE2 2.35 0.41
1:5:353:PHE:CE2 1:5:355:ALA:HB3 2.56 0.41
1:5:439:ASP:OD2 1:5:449:ARG:HB2 2.20 0.41
1:B:285:GLN:HG3 1:B:686:TYR:HD2 1.85 0.41
1:C:429:PRO:HB3 1:b:366:LEU:HD23 2.02 0.41
1:C:471:ASN:OD1 1:C:472:GLN:N 2.53 0.41
1:D:249:GLN:NE2 1:D:261:PHE:HE1 2.18 0.41
1:D:429:PRO:HB3 1:N:366:LEU:HD23 2.02 0.41
1:G:285:GLN:HG3 1:G:686:TYR:HD2 1.85 0.41
1:H:353:PHE:CE2 1:H:355:ALA:HB3 2.56 0.41
1:1:242:TYR:OH 1:1:360:LEU:O 2.35 0.41
1:1:289:ASN:O 1:I.717:LEU:HD11 2.19 0.41
1:1:471:ASN:OD1 1:1:472:GLN:N 2.53 0.41
1:J:429:PRO:HB3 1:1:366:LEU:HD23 2.03 0.41
1:K:347:GLU:OE2 1:8:450:LYS:NZ 2.29 0.41

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

1:L:439:ASP:0OD2 1:1:449:ARG:HB2 2.20 0.41
1:1L:679:ARG:NH1 1:L:683:GLU:HG2 2.35 0.41
1:M:439:ASP:0D2 1:M:449:ARG:HB2 2.20 0.41
1:M:504:ALA:HA 1:M:505:PRO:HA 1.85 0.41
1:0:435:LEU:HD22 1:m:522:LEU:HD12 2.02 0.41
1:Q:679:ARG:NH1 1:Q:683:GLU:HG2 2.35 0.41
1:R:637:THR:HG21 1:V:663:GLN:NE2 2.35 0.41
1:S:663: GLN:NE2 1:d:637: THR:HG21 2.34 0.41
1:T:285:GLN:HG3 1:T:686:TYR:HD2 1.85 0.41
1:U:353:PHE:CE2 1:U:355:ALA:HB3 2.56 0.41
1:U:359:MET:HE3 l:e:647:PHE:HA 2.02 0.41
1:W:353:PHE:CE2 1:W:355:ALA:HB3 2.56 0.41
1:X:359:MET:HE3 1:Y:647:PHE:HA 2.02 0.41
1:Y:367:- THR:HG21 1:Y:384:ALA:N 2.25 0.41
1:Y:663:GLN:NE2 1:4:637:THR:HG21 2.36 0.41
1:a:289:ASN:ND2 1:2:686: TYR:H 2.13 0.41
1:a:439:ASP:0OD2 1:a:449:ARG:HB2 2.20 0.41
1:b:425:ARG:HA 1:b:425:ARG:HD3 1.92 0.41
1:i:686: TYR:CEL1 1:i:710[A]:ARG:NH2 2.89 0.41
1:1:690|B|:PHE:CZ 1:1:684:ILE:HG23 2.56 0.41
1:j:285:GLN:HG3 1:j:686: TYR:HD2 1.85 0.41
1:j:504:ALA:HA 1:j:505:PRO:HA 1.86 0.41
1:k:371:PRO:HA 1:k:376:ASN:HA 2.01 0.41
1:k:471:ASN:OD1 1:k:472:GLN:N 2.53 0.41
1:m:285:GLN:HG3 1:m:686: TYR:HD?2 1.85 0.41
1:p:285:GLN:HG3 1:p:686: TYR:HD?2 1.85 0.41
1:r:353:PHE:CE2 1:1:355:ALA:HB3 2.56 0.41
1:u:471:ASN:OD1 1:u:472: GLN:N 2.53 0.41
1:u:679:ARG:NH1 1:u:683:GLU:HG2 2.35 0.41
1:v:281:PRO:HB2 1:y:682:PRO:HD3 2.02 0.41
1:w:679:ARG:NH1 1:w:683:GLU:HG2 2.35 0.41
1:x:679:ARG:NH1 1:x:683:GLU:HG2 2.35 0.41
1:y:353:PHE:CE2 1:y:355:ALA:HB3 2.56 0.41
1:2:353:PHE:CE2 1:2:355:ALA:HB3 2.56 0.41
1:2:418:MET:O 1:2:718: THR:HA 2.19 0.41
1:5:593:GLN:HE22 1:6:610: THR:HA 1.85 0.41
1:7:686:TYR:CE1 1:7:710[A]:ARG:NH2 2.89 0.41
1:B:276:HIS:CD2 1:B:600:GLN:HA 2.55 0.41
1:D:353:PHE:CE2 1:D:355:ALA:HB3 2.56 0.41
1:H:663:GLN:NE2 1:1:637:THR:HG21 2.36 0.41
1:1:679:ARG:NH1 1:1:683:GLU:HG2 2.35 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:J:359:MET:HE3 1:a:647:PHE:HA 2.02 0.41
1:N:439:ASP:OD2 1:N:449:ARG:HB2 2.20 0.41
1:P:285:GLN:HG3 1:P:686: TYR:HD2 1.85 0.41
1:P:507:GLN:O 1:P:509:ASN:N 2.54 0.41
1:Q:301:PHE:HE1 1:Q:664:MET:HE3 1.84 0.41
1:Q:439:ASP:0OD2 1:Q:449:ARG:HB2 2.20 0.41
1:Q:471:ASN:OD1 1:Q:472:GLN:N 2.53 0.41
1:T:353:PHE:CE2 1:T:355:ALA:HB3 2.56 0.41
1:U:242: TYR:OH 1:U:360:LEU:O 2.35 0.41
1:V:285:GLN:HG3 1:V:686: TYR:HD2 1.85 0.41
1:X:285:GLN:HG3 1:X:686: TYR:HD2 1.85 0.41
1:Y:353:PHE:HA 1:Y:354:PRO:HD3 1.94 0.41
1:7:553: THR:O 1:4:496:LEU:HD11 2.20 0.41
1:7:679:ARG:NH1 1:7:683:GLU:HG2 2.35 0.41
1:a:679:ARG:NH1 1:a:683:GLU:HG2 2.35 0.41
1:b:353:PHE:CE2 1:b:355:ALA:HB3 2.56 0.41
1:¢:242:TYR:OH 1:¢:360:LEU:O 2.35 0.41
1:d:353:PHE:CE2 1:d:355:ALA:HB3 2.56 0.41
1::242:TYR:OH 1:¢:360:LEU:O 2.35 0.41
1:£:371:PRO:HA 1:£:376:ASN:HA 2.01 0.41
1:f:610: THR:HA 1:g:593:GLN:HE22 1.85 0.41
1:h:439:ASP:0D2 1:h:449:ARG:HB2 2.20 0.41
1:1:684:ILE:HD11 1:j:381:PRO:HB2 2.03 0.41
1:j:429:PRO:HB3 1:k:366:LEU:HD23 2.03 0.41
1:k:353:PHE:CE2 1:k:355:ALA:HB3 2.56 0.41
1:m:353:PHE:CE2 1:m:355:ALA:HB3 2.56 0.41
1:n:353:PHE:CE2 1:n:355:ALA:HB3 2.56 0.41
1:p:371:PRO:HA 1:p:376:ASN:HA 2.01 0.41
1:q:593:GLN:HE22 1:r:610: THR:HA 1.84 0.41
1:5:353:PHE:CE2 1:5:355:ALA:HB3 2.56 0.41
1:t:285:GLN:HG3 1:t:686: TYR:HD2 1.85 0.41
1:t:386: TYR:OH 1:v:420:ASN:ND2 2.54 0.41
1:t:439:ASP:0OD2 1:t:449:ARG:HB2 2.20 0.41
1:t:684:ILE:HD11 1:u:381:PRO:HB2 2.01 0.41
1:u:289:ASN:O 1:u:717:LEU:HD11 2.19 0.41
1:z:679:ARG:NH1 1:2z:683:GLU:HG2 2.35 0.41
1:1:276:HIS:CD2 1:1:600:GLN:HA 2.55 0.41
1:1:285:GLN:HG3 1:1:686: TYR:HD2 1.85 0.41
1:5:285:GLN:HG3 1:5:686: TYR:HD2 1.85 0.41
1:6:353:PHE:CE2 1:6:355:ALA:HB3 2.56 0.41
1:6:504:ALA:HA 1:6:505:PRO:HA 1.86 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:8:679:ARG:NH1 1:8:683:GLU:HG2 2.35 0.41
1:A:276:HIS:CD2 1:A:600:GLN:HA 2.55 0.41
1:A:439:ASP:0OD2 1:A:449:ARG:HB2 2.20 0.41
1:A:637: THR:HG21 1:B:663:GLN:NE2 2.35 0.41
1:B:471:ASN:OD1 1:B:472:GLN:N 2.53 0.41
1:G:371:PRO:HA 1:G:376:ASN:HA 2.02 0.41
1:G:679:ARG:NH1 1:G:683:GLU:HG2 2.35 0.41
1:K:227:ASP:OD1 1:K:228|B]:ARG:HD3 2.20 0.41
1:K:276:HIS:HB3 1:K:599:LEU:HG 2.01 0.41
1:P:425:ARG:HD3 1:P:425:ARG:HA 1.92 0.41
1:Q:353:PHE:CE2 1:Q:355:ALA:HB3 2.56 0.41
1:7:346:HIS:HD?2 1:3:431:VAL:O 2.03 0.41
1:f:353:PHE:CE2 1:£:355:ALA:HB3 2.56 0.41
1:£:496:LEU:HD11 1:g:553: THR:O 2.20 0.41
1:g:439:ASP:0D2 1:g:449:ARG:HB2 2.20 0.41
1:h:471:ASN:OD1 1:h:472:GLN:N 2.53 0.41
1:1:689:ASN:N 1:i:710]A|:ARG:HH11 2.19 0.41
1:j:276:HIS:CD2 1:3:600: GLN:HA 2.55 0.41
1:j:507:GLN:O 1:j:509:ASN:N 2.54 0.41
1:1:353:PHE:CE2 1:1:355:ALA:HB3 2.56 0.41
1:n:227:ASP:0OD1 1:n:228|B]:ARG:HD3 2.20 0.41
1:p:679:ARG:NH1 1:p:683:GLU:HG2 2.35 0.41
1:p:682:PRO:HD3 1:5:281:PRO:HB2 2.01 0.41
1:q:692:ASN:OD1 1:y:380: THR:HA 2.21 0.41
1:t:353:PHE:CE2 1:t:355:ALA:HB3 2.56 0.41
1:v:276:HIS:CD2 1:v:600:GLN:HA 2.55 0.41
1:w:249:GLN:NE2 1:w:261:PHE:HE1 2.17 0.41
1:2:439:ASP:0D2 1:2:449:ARG:HB2 2.20 0.41
1:1:507:GLN:O 1:1:509: ASN:N 2.54 0.41
1:3:439:ASP:0OD2 1:3:449:ARG:HB2 2.20 0.41
1:4:276:HIS:HB3 1:4:599:LEU:HG 2.01 0.41
1:A:249:GLN:NE2 1:A:261:PHE:HE1 2.18 0.41
1:B:507:GLN:O 1:B:509:ASN:N 2.54 0.41
1:C:439:ASP:0OD2 1:C:449:ARG:HB2 2.20 0.41
1:D:242:TYR:OH 1:D:360:LEU:O 2.35 0.41
1:F:425:ARG:HD3 1:F:425:ARG:HA 1.92 0.41
1:G:353:PHE:CE2 1:G:355:ALA:HB3 2.56 0.41
1:G:507:GLN:O 1:G:509:ASN:N 2.54 0.41
1:H:507:GLN:O 1:H:509:ASN:N 2.54 0.41
1:H:643:PRO:HG2 1:7:240:PRO:HB3 2.03 0.41
1:1:277:CYS:SG 1:1:350:MET:HB2 2.61 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:I:507:GLN:O 1:1:509:ASN:N 2.54 0.41
1:J:679:ARG:NH1 1:J:683:GLU:HG2 2.35 0.41
1:K:346:HIS:HD2 1:8:431:VAL:O 2.04 0.41
1:K:471:ASN:OD1 1:K:472:GLN:N 2.53 0.41
1:L:663:GLN:NE2 1:b:637:THR:HG21 2.36 0.41
1:M:471:ASN:OD1 1:M:472:GLN:N 2.53 0.41
1:M:507:GLN:O 1:M:509:ASN:N 2.54 0.41
1:M:679:ARG:NH1 1:M:683:GLU:HG2 2.35 0.41
1:0:353:PHE:CE2 1:0:355:ALA:HB3 2.56 0.41
1:0:637: THR:HG21 1:d:663:GLN:NE2 2.36 0.41
1:P:276:HIS:CD2 1:P:600:GLN:HA 2.55 0.41
1:P:353:PHE:CE2 1:P:355:ALA:HB3 2.56 0.41
1:Q:663:GLN:NE2 1:S:637: THR:HG21 2.35 0.41
1:R:277:CYS:SG 1:R:350:MET:HB2 2.61 0.41
1:R:353:PHE:CE2 1:R:355:ALA:HB3 2.56 0.41
1:T:346:HIS:HD2 1:1:431:VAL:O 2.04 0.41
1:T:439:ASP:0D2 1:T:449:ARG:HB2 2.20 0.41
1:U:663:GLN:NE2 1l:e:637:THR:HG21 2.36 0.41
1:V:371:PRO:HA 1:V:376:ASN:HA 2.02 0.41
1:V:679:ARG:NH1 1:V:683:GLU:HG2 2.35 0.41
1:W:553: THR:O 1:Y:496:LEU:HD11 2.21 0.41
1:X:353:PHE:CE2 1:X:355:ALA:HB3 2.56 0.41
1:X:371:PRO:HA 1:X:376:ASN:HA 2.02 0.41
1:Y:353:PHE:CE2 1:Y:355:ALA:HB3 2.56 0.41
1:b:371:PRO:HA 1:b:376:ASN:HA 2.02 0.41
1:b:507:GLN:O 1:b:509:ASN:N 2.54 0.41
1:¢:285:GLN:HG3 1:¢:686:TYR:HD2 1.85 0.41
1:d:435:LEU:HD22 1:1:522:LEU:HD12 2.03 0.41
1:€:285:GLN:HG3 1:€:686:TYR:HD2 1.85 0.41
1:1:419:HIS:HE1 1:h:609:GLU:O 2.04 0.41
1:1:643:PRO:HG2 1:2:240:PRO:HB3 2.01 0.41
1:h:367:-THR:HG21 1:h:384:ALA:N 2.25 0.41
1:h:507:GLN:O 1:h:509:ASN:N 2.54 0.41
1:h:679:ARG:NH1 1:h:683:GLU:HG2 2.35 0.41
1:1:346:HIS:HD2 1:k:431:VAL:O 2.03 0.41
1:1:439:ASP:0D2 1:1:449:ARG:HB2 2.20 0.41
1:1:496:LEU:HD11 1:k:553: THR:O 2.20 0.41
1:j:247:TYR:O 1:1:704:GLY:HA2 2.20 0.41
1:j:353:PHE:CE2 1:j:355:ALA:HB3 2.56 0.41
1:k:242:TYR:OH 1:k:360:LEU:O 2.35 0.41
1:m:439:ASP:0OD2 1:m:449:ARG:HB2 2.20 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:m:663:GLN:NE2 1:5:637: THR:HG21 2.36 0.41
1:0:285:GLN:HG3 1:0:686: TYR:HD2 1.85 0.41
1:0:353:PHE:CE2 1:0:355:ALA:HB3 2.56 0.41
1:0:371:PRO:HA 1:0:376:ASN:HA 2.01 0.41
1:0:435:LEU:HD22 1:p:522:LEU:HD12 2.02 0.41
1:p:663:GLN:CD 1:q:395:MET:HE1 2.46 0.41
1:q:277:CYS:SG 1:q:350:MET:HB2 2.61 0.41
1:q:353:PHE:CE2 1:q:355:ALA:HB3 2.56 0.41
1:r:431:VAL:O 1:5:346:HIS:HD?2 2.04 0.41
1:r:593:GLN:HE22 1:5:610: THR:HA 1.86 0.41
1:t:371:PRO:HA 1:t:376:ASN:HA 2.02 0.41
1:t:471:ASN:OD1 1:t:472:GLN:N 2.53 0.41
1:t:507:GLN:O 1:t:509:ASN:N 2.54 0.41
1:t:679:ARG:NH1 1:t:683:GLU:HG2 2.35 0.41
1:u:277:CYS:SG 1:u:350:MET:HB2 2.61 0.41
1:v:277:CYS:SG 1:v:350:MET:HB2 2.61 0.41
1:v:380: THR:HA 1:1:692:ASN:OD1 2.21 0.41
1:v:439:ASP:0D2 1:v:449:ARG:HB2 2.20 0.41
1:x:301:PHE:HE1 1:x:664:MET:-HE3 1.84 0.41
1:x:353:PHE:CE2 1:x:355:ALA:HB3 2.56 0.41
1:z:435:LEU:HD22 1:1:522:LEU:HD12 2.02 0.41
1:2:637:- THR:HG21 1:4:663:GLN:NE2 2.36 0.41
1:1:277:CYS:SG 1:1:350:MET:HB2 2.61 0.41
1:1:371:PRO:HA 1:1:376:ASN:HA 2.01 0.41
1:1:471:ASN:OD1 1:1:472:GLN:N 2.53 0.41
1:1:684:ILE:HD11 1:2:381:PRO:HB2 2.02 0.41
1:2:679:ARG:NH1 1:2:683:GLU:HG2 2.35 0.41
1:3:234: THR:0G1 1:3:664:MET:O 2.26 0.41
1:3:679:ARG:NH1 1:3:683:GLU:HG2 2.35 0.41
1:4:425:ARG:HA 1:4:425:ARG:HD3 1.92 0.41
1:5:366:LEU:HD23 1:7:429:PRO:HB3 2.03 0.41
1:5:429:PRO:HB3 1:6:366:LEU:HD23 2.03 0.41
1:6:439:ASP:0OD2 1:6:449:ARG:HB2 2.20 0.41
1:7:353:PHE:CE2 1:7:355:ALA:HB3 2.56 0.41
1:A:277:CYS:SG 1:A:350:MET:HB2 2.61 0.41
1:B:277:CYS:SG 1:B:350:MET:HB2 2.61 0.41
1:B:371:PRO:HA 1:B:376:ASN:HA 2.01 0.41
1:C:371:PRO:HA 1:C:376:ASN:HA 2.01 0.41
1:E:249:GLN:NE2 1:E:261:PHE:HE1 2.18 0.41
1:E:439:ASP:0OD2 1:E:449:ARG:HB2 2.20 0.41
1:F:507:GLN:O 1:F:509:ASN:N 2.54 0.41
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:G:276:HIS:CD2 1:G:600:GLN:HA 2.55 0.41
1:J:290:ASN:HD21 1:K:290:ASN:HD21 1.68 0.41
1:K:507:GLN:O 1:K:509:ASN:N 2.54 0.41
1:L:359:MET:HE3 1:b:647:PHE:HA 2.03 0.41
1:0:346:HIS:HD2 1:n:431:VAL:O 2.04 0.41
1:S:507:GLN:O 1:S:509:ASN:N 2.54 0.41
1:V:353:PHE:CE2 1:V:355:ALA:HB3 2.56 0.41
1:X:507:GLN:O 1:X:509:ASN:N 2.54 0.41
1:X:663:GLN:NE2 1:Y:637: THR:HG21 2.36 0.41
1:Y:507:GLN:O 1:Y:509:ASN:N 2.54 0.41
1:2:277:CYS:SG 1:7:350:-MET:HB2 2.61 0.41
1:b:277:CYS:SG 1:b:350:MET:HB2 2.61 0.41
1:b:359:MET:HE3 1:0:647:PHE:HA 2.03 0.41
1:d:276:HIS:CD2 1:d:600: GLN:HA 2.55 0.41
1:€:213:GLN:NE2 1:h:209:ASP:HB2 2.36 0.41
1:g:371:PRO:HA 1:g:376:ASN:HA 2.01 0.41
1:n:647:PHE:HA 1:r:359:MET:HE3 2.03 0.41
1:q:281:PRO:HB2 1:x:682:PRO:HD3 2.03 0.41
1:r:353:PHE:HA 1:r:354:PRO:HD3 1.94 0.41
1:1:419:HIS:HE1 1:5:609:GLU:O 2.02 0.41
1:r:507:GLN:O 1:1:509:ASN:N 2.54 0.41
1:r:647:PHE:HA 1:x:359:MET:HE3 2.03 0.41
1:5:507:GLN:O 1:5:509:ASN:N 2.54 0.41
1:u:507:GLN:O 1:u:509:ASN:N 2.54 0.41
1:v:249:GLN:NE2 1:v:261:PHE:HE1 2.17 0.41
1:w:439:ASP:0OD2 1:w:449:ARG:HB2 2.20 0.41
1:3:507:GLN:O 1:3:509:ASN:N 2.54 0.41
1:4:471:ASN:OD1 1:4:472:GLN:N 2.53 0.41
1:4:507:GLN:O 1:4:509: ASN:N 2.54 0.41
1:5:465:PRO:HB3 1:6:496:LEU:HD12 2.01 0.41
1:5:507:GLN:O 1:5:509:ASN:N 2.54 0.41
1:7:690(|B|:PHE:CZ 1:8:684:ILE:HG23 2.56 0.41
1:C:553: THR:O 1:b:496:LEU:HD11 2.21 0.40
1:G:471:ASN:OD1 1:G:472:GLN:N 2.53 0.40
1:J:471:ASN:OD1 1:J:472:GLN:N 2.53 0.40
1:K:285:GLN:HG3 1:K:686: TYR:HD2 1.85 0.40
1:L:507:GLN:O 1:L:509:ASN:N 2.54 0.40
1:M:277:CYS:SG 1:M:350:MET:HB2 2.61 0.40
1:T:237:TRP:O 1:T:661: THR:O0G1 2.30 0.40
1:U:276:HIS:HB3 1:U:599:LEU:HG 2.01 0.40
1:U:507:GLN:O 1:U:509:ASN:N 2.54 0.40
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)

1:V:439:ASP:0OD2 1:V:449:ARG:HB2 2.20 0.40
1:W:439:ASP:0OD2 1:W:449:ARG:HB2 2.20 0.40
1:W:450:LYS:NZ 1:Y:347:GLU:OE2 2.28 0.40
1:Y:277:CYS:SG 1:Y:350:MET:HB2 2.61 0.40
1:7:429:PRO:HB3 1:4:366:LEU:HD23 2.03 0.40
1:7:609:GLU:O 1:3:419:HIS:HE1 2.05 0.40
1:a:507:GLN:O 1:a:509:ASN:N 2.54 0.40
1:¢:439:ASP:0D2 1:¢:449:ARG:HB2 2.20 0.40
1:¢:439:ASP:0OD2 1:¢:449:ARG:HB2 2.20 0.40
1:1:429:PRO:HB3 1:j:366: LEU:HD23 2.03 0.40
1:k:209:ASP:HB2 1:w:213:GLN:NE2 2.36 0.40
1:n:247:TYR:O 1:r:704:GLY:HA2 2.22 0.40
1:0:507:GLN:O 1:0:509:ASN:N 2.54 0.40
1:p:353:PHE:CE2 1:p:355:ALA:HB3 2.56 0.40
1:p:439:ASP:0D2 1:p:449:ARG:HB2 2.20 0.40
1:q:445:ASN:HB2 1:r:536:ALA:O 2.21 0.40
1:r:209:ASP:HB2 1:x:213:GLN:NE2 2.36 0.40
1:t:276:HIS:CD2 1:t:600: GLN:HA 2.55 0.40
1:v:395:-MET:HE1 1:1:663:GLN:CD 2.46 0.40
1:2:353:PHE:CE2 1:2:355:ALA:HB3 2.56 0.40
1:2:507:GLN:O 1:2:509:ASN:N 2.54 0.40
1:1:353:PHE:CE2 1:1:355:ALA:HB3 2.56 0.40
1:2:471:ASN:OD1 1:2:472:GLN:N 2.53 0.40
1:4:679:ARG:NH1 1:4:683:GLU:HG2 2.35 0.40
1:5:522:LEU:HD12 1:7:435:LEU:HD22 2.01 0.40
1:7:277:CYS:SG 1:7:350:MET:HB2 2.61 0.40
1:7:507:GLN:O 1:7:509:ASN:N 2.54 0.40
1:8:277:CYS:SG 1:8:350:MET:HB2 2.61 0.40
1:A:507:GLN:O 1:A:509:ASN:N 2.54 0.40
1:E:276:HIS:CD2 1:E:600:GLN:HA 2.55 0.40
1:K:679:ARG:NH1 1:K:683:GLU:HG2 2.35 0.40
1:L:289:ASN:ND2 1:1L:686:TYR:H 2.13 0.40
1:L:353:PHE:CE2 1:L:355:ALA:HB3 2.56 0.40
1:0:353:PHE:HA 1:0:354:PRO:HD3 1.94 0.40
1:Q:277:CYS:SG 1:Q:350:MET:HB2 2.61 0.40
1:T:277:CYS:SG 1:T:350:MET:HB2 2.61 0.40
1:T:679:ARG:HH21 1:T:681:ASN:CG 2.30 0.40
1:W:277:CYS:SG 1:W:350:MET:HB2 2.61 0.40
1:Y:290:ASN:HD21 1:7:290:ASN:HD21 1.68 0.40
1:a:435:LEU:HD22 1:8:522:LEU:HD12 2.03 0.40
1:¢:553: THR:O 1:0:496:LEU:HD11 2.21 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:d:277:CYS:SG 1:d:350:MET:HB2 2.61 0.40
1:£:277:CYS:SG 1:£:350:MET:HB2 2.61 0.40
1:h:277:CYS:SG 1:h:350:MET:HB2 2.61 0.40
1:1:281:PRO:HB2 1:1:682:PRO:HD3 2.03 0.40
1:k:507:GLN:O 1:k:509:ASN:N 2.54 0.40
1:1:507:GLN:O 1:1:509:ASN:N 2.54 0.40
1:m:213:GLN:NE2 1:5:209:ASP:HB2 2.36 0.40
1:m:276:HIS:CD2 1:m:600:GLN:HA 2.55 0.40
1:m:679:ARG:HH21 1:m:681:ASN:CG 2.30 0.40
1:n:276:HIS:CD2 1:n:600:GLN:HA 2.55 0.40
1:n:277:CYS:SG 1:n:350:MET:HB2 2.61 0.40
1:t:431:VAL:O 1:u:346:HIS:HD2 2.03 0.40
1:u:213:GLN:NE2 1:2:209:ASP:HB2 2.36 0.40
1:v:507:GLN:O 1:v:509:ASN:N 2.54 0.40
1:y:425:ARG:HD3 1:y:425:ARG:HA 1.92 0.40
1:y:507:GLN:O 1:y:509:ASN:N 2.54 0.40
1:2:277:CYS:SG 1:2:350:-MET:HB2 2.61 0.40
1:1:242: TYR:OH 1:1:360:LEU:O 2.35 0.40
1:1:553: THR:O 1:2:496:LEU:HD11 2.22 0.40
1:3:353:PHE:CE2 1:3:355:ALA:HB3 2.56 0.40
1:7:281:PRO:HB2 1:8:682:PRO:HD3 2.03 0.40
1:A:353:PHE:CE2 1:A:355:ALA:HB3 2.56 0.40
1:A:679:ARG:HH21 1:A:681:ASN:CG 2.30 0.40
1:B:353:PHE:CE2 1:B:355:ALA:HB3 2.56 0.40
1:B:679:ARG:HH21 1:B:681:ASN:CG 2.30 0.40
1:D:610: THR:HA 1:P:593:GLN:NE2 2.36 0.40
1:E:561:GLY:HA3 1:E:582:ASP:HA 2.04 0.40
1:H:277:CYS:SG 1:H:350:MET:HB2 2.61 0.40
1:1:353:PHE:CE2 1:1:355:ALA:HB3 2.56 0.40
1:J:561:GLY:HA3 1:J:582:ASP:HA 2.04 0.40
1:K:415:SER:HB2 1:K:417:PHE:CE2 2.57 0.40
1:K:609:GLU:O 1:8:419:HIS:HE1 2.03 0.40
1:L:277:CYS:SG 1:L:350:MET:HB2 2.61 0.40
1:M:353:PHE:CE2 1:M:355:ALA:HB3 2.56 0.40
1:M:609:GLU:O 1:b:419:HIS:HE1 2.05 0.40
1:0:439:ASP:0D2 1:0:449:ARG:HB2 2.20 0.40
1:S:429:PRO:HB3 1:U:366:LEU:HD23 2.03 0.40
1:V:346:HIS:HD2 1:X:431:VAL:O 2.05 0.40
1:V:553:THR:O 1:¢:496:LEU:HD11 2.21 0.40
1:W:415:SER:HB2 1:W:417:PHE:CE2 2.57 0.40
1:7:425:ARG:HD3 1:7:425:ARG:HA 1.92 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:7:637:-THR:HG21 1:a:663:GLN:NE2 2.36 0.40
1:7:689:ASN:N 1:Z:710[A]:ARG:HH11 2.19 0.40
1:a:277:CYS:SG 1:a:350:MET:HB2 2.61 0.40
1:a:353:PHE:CE2 1:a:355:ALA:HB3 2.56 0.40
1:a:425:ARG:HD3 1:a:425:ARG:HA 1.92 0.40
1:b:679:ARG:HH21 1:b:681:ASN:CG 2.30 0.40
1:b:679:ARG:NH1 1:b:683:GLU:HG2 2.35 0.40
1:c:445:ASN:HB2 1:0:536:ALA:O 2.20 0.40
1:d:415:SER:HB2 1:d:417:PHE:CE2 2.57 0.40
1:€:663:GLN:NE2 1:h:637:THR:HG21 2.36 0.40
1:£:679:ARG:NH1 1:£:683:GLU:HG2 2.35 0.40
1:g:289:ASN:ND2 1:2:686: TYR:H 2.13 0.40
1:g:663: GLN:CD 1:1:395:MET:HE1 2.46 0.40
1:1:610: THR:HA 1:k:593:GLN:HE22 1.85 0.40
1:1:439:ASP:0D2 1:1:449:ARG:HB2 2.20 0.40
1:m:277:CYS:SG 1:m:350:MET:HB2 2.61 0.40
1:m:425:ARG:HD3 1:m:425:ARG:HA 1.92 0.40
1:p:277:CYS:SG 1:p:350:MET:HB2 2.61 0.40
1:5:276:HIS:HB3 1::599:LEU:HG 2.01 0.40
1:6:277:CYS:SG 1:4:350:MET:HB2 2.61 0.40
1:t:366:LEU:HD11 1:v:425:ARG:HD2 2.04 0.40
1:t:420:ASN:ND2 1:u:386:TYR:OH 2.55 0.40
1:t:693:SER:O 1:6:379:SER:N 2.45 0.40
1:u:353:PHE:CE2 1:u:355:ALA:HB3 2.56 0.40
1:w:386:TYR:OH 1:y:420:ASN:ND2 2.54 0.40
1:x:277:CYS:SG 1:x:350:MET:HB2 2.61 0.40
1:x:420:ASN:ND2 1:y:386: TYR:OH 2.55 0.40
1:2:289:ASN:ND2 1:2:686:TYR:H 2.13 0.40
1:2:346:HIS:HD2 1:2:431:VAL:O 2.04 0.40
1:1:445:ASN:HB2 1:2:536:ALA:O 2.21 0.40
1:1:679:ARG:HH21 1:1:681:ASN:CG 2.30 0.40
1:2:329:GLN:NE2 1:2:635:LYS:HE2 2.37 0.40
1:2:425:ARG:HD3 1:2:425:ARG:HA 1.92 0.40
1:2:561:GLY:HA3 1:2:582:ASP:HA 2.04 0.40
1:3:277:CYS:SG 1:3:350:MET:HB2 2.61 0.40
1:3:425:ARG:HD3 1:3:425:ARG:HA 1.92 0.40
1:5:277:CYS:SG 1:5:350:MET:HB2 2.61 0.40
1:6:277:CYS:SG 1:6:350:MET:HB2 2.61 0.40
1:8:679:ARG:HH21 1:8:681:ASN:CG 2.30 0.40
1:A:610: THR:HA 1:1:593:GLN:NE2 2.37 0.40
1:B:242:TYR:OH 1:B:360:LEU:O 2.35 0.40
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:289:ASN:ND2 1:C:686:TYR:H 2.13 0.40
1:C:679:ARG:HH21 1:C:681:ASN:CG 2.30 0.40
1:G:277:CYS:SG 1:G:350:MET:HB2 2.61 0.40
1:H:415:SER:HB2 1:H:417:PHE:CE2 2.57 0.40
1:J:329:GLN:NE2 1:J:635:LYS:HE2 2.37 0.40
1:M:353:PHE:HA 1:M:354:PRO:HD3 1.94 0.40
1:N:507:GLN:O 1:N:509:ASN:N 2.54 0.40
1:N:679:ARG:HH21 1:N:681:ASN:CG 2.30 0.40
1:0:507:GLN:O 1:0:509:ASN:N 2.54 0.40
1:Q:276:HIS:CD2 1:Q:600:GLN:HA 2.55 0.40
1:S:353:PHE:HA 1:S:354:PRO:HD3 1.94 0.40
1:V:415:SER:HB2 1:V:417:PHE:CE2 2.57 0.40
1:V:425:ARG:HD3 1:V:425:ARG:HA 1.92 0.40
1:V:507:GLN:O 1:V:509:ASN:N 2.54 0.40
1:Y:359:MET:HE3 1:4:647:PHE:HA 2.03 0.40
1:7:353:PHE:CE2 1:7:355:ALA:HB3 2.56 0.40
1:7:679:ARG:HH21 1:7:681:ASN:CG 2.30 0.40
1:a:679:ARG:HH21 1:a:681:ASN:CG 2.30 0.40
1:a:684:ILE:HD11 1:8:381:PRO:HB2 2.03 0.40
1:b:329:GLN:NE2 1:b:635:LYS:HE2 2.37 0.40
1:€:290:ASN:HD21 1:£:290:ASN:HD21 1.69 0.40
1:£:679:ARG:HH21 1:£:681:ASN:CG 2.30 0.40
1:g:679:ARG:HH21 1:g:681:ASN:CG 2.29 0.40
1:h:213:GLN:NE2 1:1:209:ASP:HB2 2.36 0.40
1:1:679:ARG:HH21 1:1:681:ASN:CG 2.30 0.40
1:3:687:THR:HG1 1:j:690|B]:PHE:HE1 1.63 0.40
1:3:692:ASN:OD1 1:x:380:THR:HA 2.22 0.40
1:1:647:PHE:HA 1:n:359:MET:HE3 2.04 0.40
1:m:429:PRO:HB3 1:n:366:LEU:HD23 2.03 0.40
1:m:684:1ILE:HD11 1:n:381:PRO:HB2 2.03 0.40
1:n:415:SER:HB2 1:n:417:PHE:CE2 2.57 0.40
1:p:415:SER:HB2 1:p:417:PHE:CE2 2.57 0.40
1:p:507:GLN:O 1:p:509:ASN:N 2.54 0.40
1:q:663:GLN:CD 1:y:395:MET:HE1 2.46 0.40
1:t:425:ARG:HD2 1:u:366:LEU:HD11 2.04 0.40
1:u:682:PRO:HD3 1:1:281:PRO:HB2 2.03 0.40
1:v:353:PHE:CE2 1:v:355:ALA:HB3 2.56 0.40
1:v:679:ARG:HH21 1:v:681:ASN:CG 2.30 0.40
1:w:346:HIS:HD2 1:y:431:VAL:O 2.04 0.40
1:w:366:LEU:HD11 1:y:425:ARG:HD2 2.04 0.40
1:x:504:ALA:HA 1:x:505:PRO:HA 1.85 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:3:359:-MET:HE3 1:8:647:PHE:HA 2.04 0.40
1:4:285:GLN:HG3 1:4:686:TYR:HD2 1.85 0.40
1:4:415:SER:HB2 1:4:417:PHE:CE2 2.57 0.40
1:5:415:SER:HB2 1:5:417:PHE:CE2 2.57 0.40
1:6:415:SER:HB2 1:6:417:PHE:CE2 2.57 0.40
1:8:425:ARG:HD3 1:8:425:ARG:HA 1.92 0.40
1:C:353:PHE:CE2 1:C:355:ALA:HB3 2.56 0.40
1:D:507:GLN:O 1:D:509:ASN:N 2.54 0.40
1:D:553:THR:O 1:N:496:LEU:HD11 2.21 0.40
1:E:277:CYS:SG 1:E:350:MET:HB2 2.61 0.40
1:G:561:GLY:HA3 1:G:582:ASP:HA 2.04 0.40
1:G:593:GLN:NE2 1:1:610: THR:HA 2.36 0.40
1:H:637: THR:HG21 1:7:663:GLN:NE2 2.37 0.40
1:M:367:-THR:HG21 1:M:384:ALA:N 2.25 0.40
1:M:663:GLN:NE2 1:N:637:- THR:HG21 2.36 0.40
1:Q:504:ALA:HA 1:Q:505:PRO:HA 1.86 0.40
1:R:415:SER:HB2 1:R:417:PHE:CE2 2.57 0.40
1:S:290:ASN:HD21 1:T:290:ASN:HD21 1.68 0.40
1:T:276:HIS:CD2 1:T:600:GLN:HA 2.55 0.40
1:T:329:GLN:NE2 1:T:635:LYS:HE2 2.37 0.40
1:T:663: GLN:NE2 1:U:637:- THR:HG21 2.37 0.40
1:V:277.CYS:SG 1:V:350:MET:HB2 2.61 0.40
1:W:276:HIS:CD2 1:W:600:GLN:HA 2.55 0.40
1:a:281:PRO:HB2 1:3:682:PRO:HD3 2.04 0.40
1:a:561:GLY:HA3 1:a:582:ASP:HA 2.04 0.40
1:a:690|B|:PHE:HZ 1:3:684:ILE:HG23 1.83 0.40
1:b:213:GLN:NE2 1:0:209:ASP:HB2 2.36 0.40
1:b:663: GLN:NE2 1:0:637:THR:HG21 2.36 0.40
1:¢:277:CYS:SG 1:¢:350:MET:HB2 2.61 0.40
1:¢c:419:HIS:HE1 1:0:609:GLU:O 2.04 0.40
1:¢:277:CYS:SG 1:e:350:MET:HB2 2.61 0.40
1:£:553: THR:O 1:h:496:LEU:HD11 2.21 0.40
1:h:353:PHE:HA 1:h:354:PRO:HD3 1.94 0.40
1:1:507:GLN:O 1:1:509:ASN:N 2.54 0.40
1:1:593: GLN:HE22 1:j:610: THR:HA 1.87 0.40
1:3:329:GLN:NE2 1:3:635:LYS:HE2 2.37 0.40
1:j:395:MET:HE1 1:1:663:GLN:CD 2.46 0.40
1:j:663:GLN:CD 1:x:395:MET:HE1 2.47 0.40
1:m:329:GLN:NE2 1:m:635:LYS:HE2 2.37 0.40
1:m:359:MET:HE3 1:5:647:PHE:HA 2.04 0.40
1:0:415:SER:HB2 1:0:417:PHE:CE2 2.57 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:p:329:GLN:NE2 1:p:635:LYS:HE2 2.37 0.40
1:p:425:ARG:HD3 1:p:425:ARG:HA 1.92 0.40
1:q:431:VAL:O 1:1:346:HIS:HD2 2.03 0.40
1:t:381:PRO:HB2 1:v:684:ILE:HD11 2.04 0.40
1:t:561:GLY:HA3 1:t:582:ASP:HA 2.04 0.40
1:w:276:HIS:CD2 1:w:600:GLN:HA 2.55 0.40
1:w:561:GLY:HA3 1:w:582:ASP:HA 2.04 0.40
1:3:561:GLY:HA3 1:3:582:ASP:HA 2.04 0.40
1:3:679:ARG:HH21 1:3:681:ASN:CG 2.30 0.40
1:8:353:PHE:CE2 1:8:355:ALA:HB3 2.56 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

entries.

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

Percentiles

o] [100]

| o

o] [100]

o] [100]

I |

o] [100]

|

o | o

| o

I |

| o

Mol | Chain Analysed Favoured | Allowed | Outliers
1 1 514/513 (100%) 501 (98%) 13 (2%) 0
1 2 514/513 (100%) 501 (98%) 13 (2%) 0
1 3 514/513 (100%) 500 (97%) 14 (3%) 0
1 4 514/513 (100%) 501 (98%) 13 (2%) 0
1 5 514/513 (100%) 501 (98%) 13 (2%) 0
1 6 514/513 (100%) 501 (98%) 13 (2%) 0
1 7 514/513 (100%) 501 (98%) 13 (2%) 0
1 8 514/513 (100%) 501 (98%) 13 (2%) 0
1 A 514/513 (100%) 501 (98%) 13 (2%) 0
1 B 514/513 (100%) 501 (98%) 13 (2%) 0
1 C 514/513 (100%) 501 (98%) 13 (2%) 0
1 D 514/513 (100%) 501 (98%) 13 (2%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 E 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 F 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 G 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 H 514/513 (100%) | 501 (98%) | 13 (2%) 0 100 100}
1 I 514/513 (100%) 500 (97%) | 14 (3%) 0 |
1 J 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 K 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 L 514/513 (100%) 500 (97%) | 14 (3%) 0 |
1 M 514/513 (100%) | 500 (97%) | 14 (3%) 0 100 ] [ 100}
1 N 514/513 (100%) 500 (97%) | 14 (3%) 0 |
1 0 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 P 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 Q 514/513 (100%) 500 (97%) | 14 (3%) 0 |
1 R 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 S 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 T 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 U 514/513 (100%) 500 (97%) | 14 (3%) 0 |
1 \Y% 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 W 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 X 514/513 (100%) 500 (97%) | 14 (3%) 0 |
1 Y 514/513 (100%) | 500 (97%) | 14 (3%) 0 100 ] [ 100}
1 7 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 a 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 b 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 c 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 d 514/513 (100%) | 501 (98%) | 13 (2%) 0 100 ] [ 100}
1 e 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 f 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 g 514/513 (100%) 500 (97%) | 14 (3%) 0 |
1 h 514/513 (100%) 501 (98%) | 13 (2%) 0 |
1 i 514/513 (100%) 501 (98%) | 13 (2%) 0
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Percentiles

o] [1o0]

|

o] [100]

| o

I |

o] [100]

|

o | o

|

I |

o] [100]

|

o | o

| o

o | m

o] [100]

I |

Mol | Chain Analysed Favoured | Allowed | Outliers
1 j 514/513 (100%) 501 (98%) 13 (2%) 0
1 k 514/513 (100%) 501 (98%) 13 (2%) 0
1 1 514/513 (100%) 501 (98%) 13 (2%) 0
1 m 514/513 (100%) 501 (98%) 13 (2%) 0
1 n 514/513 (100%) 500 (97%) 14 (3%) 0
1 0 514/513 (100%) 501 (98%) 13 (2%) 0
1 p 514/513 (100%) 500 (97%) 14 (3%) 0
1 q 514/513 (100%) 501 (98%) 13 (2%) 0
1 r 514/513 (100%) 501 (98%) 13 (2%) 0
1 s 514/513 (100%) 501 (98%) 13 (2%) 0
1 t 514/513 (100%) 501 (98%) 13 (2%) 0
1 u 514/513 (100%) 501 (98%) 13 (2%) 0
1 v 514/513 (100%) 501 (98%) 13 (2%) 0
1 w 514/513 (100%) 501 (98%) 13 (2%) 0
1 X 514/513 (100%) 501 (98%) 13 (2%) 0
1 y 514/513 (100%) 501 (98%) 13 (2%) 0
1 z 514/513 (100%) 501 (98%) 13 (2%) 0

All All 30840/30780 (100%) | 30048 (97%) | 792 (3%) 0

[Loo] [100]

There are no Ramachandran outliers to report.

5.3.2 Protein sidechains (1)

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

entries.

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

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 1 442 /439 (101%) 440 (100%) 2 (0%)
1 2 442 /439 (101%) 440 (100%) 2 (0%)
1 3 442 /439 (101%) 440 (100%) 2 (0%)
1 4 442 /439 (101%) 440 (100%) 2 (0%)
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 5 442 /439 (101%) 440 (100%)
1 6 442 /439 (101%) 440 (100%)
1 7 442 /439 (101%) 440 (100%)
1 8 442 /439 (101%) 440 (100%)
1 A 442 /439 (101%) 440 (100%)
1 B 442 /439 (101%) 440 (100%)
1 C 442 /439 (101%) 440 (100%)
1 D 442 /439 (101%) 440 (100%)
1 E 442 /439 (101%) 440 (100%)
1 F 442 /439 (101%) 440 (100%)
1 G 442 /439 (101%) 440 (100%)
1 H 442 /439 (101%) 440 (100%)
1 | 442 /439 (101%) 440 (100%)
1 J 442 /439 (101%) 440 (100%)
1 K 442 /439 (101%) 440 (100%)
1 L 442 /439 (101%) 440 (100%)
1 M 442 /439 (101%) 440 (100%)
1 N 442 /439 (101%) 440 (100%)
1 O 442 /439 (101%) 440 (100%)
1 P 442 /439 (101%) 440 (100%)
1 Q 442 /439 (101%) 440 (100%)
1 R 442 /439 (101%) 440 (100%)
1 S 442 /439 (101%) 440 (100%)
1 T 442 /439 (101%) 440 (100%)
1 U 442 /439 (101%) 440 (100%)
1 \Y 442 /439 (101%) 440 (100%)
1 W 442 /439 (101%) 440 (100%)
1 X 442 /439 (101%) 440 (100%)
1 Y 442 /439 (101%) 440 (100%)
1 7 442 /439 (101%) 440 (100%)
1 a 442 /439 (101%) 440 (100%)
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 b 442 /439 (101%) 440 (100%) 2 (0%)
1 c 442 /439 (101%) 440 (100%) 2 (0%)
1 d 442 /439 (101%) 440 (100%) 2 (0%)
1 e 442 /439 (101%) 440 (100%) 2 (0%)
1 f 442 /439 (101%) 440 (100%) 2 (0%)
1 g 442 /439 (101%) 440 (100%) 2 (0%)
1 h 442 /439 (101%) 440 (100%) 2 (0%)
1 i 442 /439 (101%) 440 (100%) 2 (0%)
1 j 442 /439 (101%) 440 (100%) 2 (0%)
1 k 442 /439 (101%) 440 (100%) 2 (0%)
1 1 442 /439 (101%) 440 (100%) 2 (0%)
1 m 442 /439 (101%) 440 (100%) 2 (0%)
1 n 442 /439 (101%) 440 (100%) 2 (0%)
1 0 442 /439 (101%) 440 (100%) 2 (0%)
1 p 442 /439 (101%) 440 (100%) 2 (0%)
1 q 442 /439 (101%) 440 (100%) 2 (0%)
1 r 442 /439 (101%) 440 (100%) 2 (0%)
1 s 442 /439 (101%) 440 (100%) 2 (0%)
1 t 442 /439 (101%) 440 (100%) 2 (0%)
1 u 442 /439 (101%) 440 (100%) 2 (0%)
1 v 442 /439 (101%) 440 (100%) 2 (0%)
1 w 442 /439 (101%) 440 (100%) 2 (0%)
1 X 442 /439 (101%) 440 (100%) 2 (0%)
1 y 442 /439 (101%) 440 (100%) 2 (0%)
1 442 /439 (101%) 440 (100%) 2 (0%)

All All 26520/26340 (101%) | 26400 (100%) | 120 (0%)

All (120) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 710[A] | ARG
1 A 710[B] | ARG
1 B 710[A] | ARG

Continued on next page...
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Mol | Chain | Res | Type
1 B 710[B| | ARG
1 C 710[A] | ARG
1 C 710[B] | ARG
1 D 710[A] | ARG
1 D 710[B] | ARG
1 E 710[A] | ARG
1 E 710[B] | ARG
1 F 710[A] | ARG
1 F 710[B] | ARG
1 G 710[A] | ARG
1 G 710[B] | ARG
1 H 710[A] | ARG
1 H 710[B] | ARG
1 I 710[A] | ARG
1 I 710|B| | ARG
1 J 710[A] | ARG
1 J 710[B] | ARG
1 K 710[A] | ARG
1 K 710[B] | ARG
1 L 710[A] | ARG
1 L 710[B] | ARG
1 M 710[A] | ARG
1 M 710[B] | ARG
1 N 710[A] | ARG
1 N 710[B] | ARG
1 O 710[A] | ARG
1 O 710[B] | ARG
1 P 710[A] | ARG
1 P 710/B] | ARG
1 Q 710[A] | ARG
1 Q 710[B] | ARG
1 R 710[A] | ARG
1 R 710[B] | ARG
1 S 710[A] | ARG
1 S 710[B| | ARG
1 T 710[A] | ARG
1 T 710[B] | ARG
1 U 710[A] | ARG
1 U 710[B] | ARG
1 \Y 710[A] | ARG
1 \Y 710[B] | ARG
1 W 710[A] | ARG
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Mol | Chain | Res | Type
1 W 710[B| | ARG
1 X 710[A] | ARG
1 X 710[B] | ARG
1 Y 710[A] | ARG
1 Y 710[B] | ARG
1 7 710[A] | ARG
1 / 710[B] | ARG
1 a 710[A] | ARG
1 a 710[B] | ARG
1 b 710[A] | ARG
1 b 710[B] | ARG
1 c 710[A] | ARG
1 c 710[B] | ARG
1 d 710[A] | ARG
1 d 710|B| | ARG
1 e 710[A] | ARG
1 e 710[B] | ARG
1 f 710[A] | ARG
1 f 710[B] | ARG
1 g 710[A] | ARG
1 g 710[B] | ARG
1 h 710[A] | ARG
1 h 710[B] | ARG
1 i 710[A] | ARG
1 i 710[B] | ARG
1 j 710[A] | ARG
1 j 710[B] | ARG
1 k 710[A] | ARG
1 k 710/B] | ARG
1 1 710[A] | ARG
1 1 710[B] | ARG
1 m 710[A] | ARG
1 m 710[B] | ARG
1 n 710[A] | ARG
1 n 710[B| | ARG
1 0 710[A] | ARG
1 0 710[B] | ARG
1 p 710[A] | ARG
1 p 710[B] | ARG
1 q 710[A] | ARG
1 q 710[B] | ARG
1 r 710[A] | ARG
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Mol | Chain | Res | Type
1 r 710[B| | ARG
1 s 710[A] | ARG
1 s 710[B] | ARG
1 t 710[A] | ARG
1 t 710[B] | ARG
1 u 710[A] | ARG
1 u 710[B] | ARG
1 4 710[A] | ARG
1 4 710[B] | ARG
1 W 710[A] | ARG
1 w 710[B] | ARG
1 X 710[A] | ARG
1 X 710[B] | ARG
1 y 710[A] | ARG
1 y 710|B| | ARG
1 z 710[A] | ARG
1 z 710[B] | ARG
1 1 710[A] | ARG
1 1 710[B] | ARG
1 2 710[A] | ARG
1 2 710[B] | ARG
1 3 710[A] | ARG
1 3 710[B] | ARG
1 4 710[A] | ARG
1 4 710[B] | ARG
1 5 710[A] | ARG
1 5 710[B] | ARG
1 6 710[A] | ARG
1 6 710/B] | ARG
1 7 710[A] | ARG
1 7 710[B] | ARG
1 8 710[A] | ARG
1 8 710[B] | ARG

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (952)
such sidechains are listed below:

Mol | Chain | Res | Type
1 A 213 GLN
1 A 217 ASN
1 A 219 HIS
1 A 249 GLN
1 A 278 HIS
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Mol | Chain | Res | Type
1 A 289 ASN
1 A 290 ASN
1 A 329 GLN
1 A 346 HIS
1 A 482 ASN
1 A 507 GLN
1 A 570 GLN
1 A 593 GLN
1 A 631 GLN
1 A 695 ASN
1 B 213 GLN
1 B 217 ASN
1 B 219 HIS
1 B 249 GLN
1 B 278 HIS
1 B 289 ASN
1 B 290 ASN
1 B 329 GLN
1 B 336 HIS
1 B 346 HIS
1 B 420 ASN
1 B 482 ASN
1 B 507 GLN
1 B 570 GLN
1 B 593 GLN
1 B 631 GLN
1 B 695 ASN
1 C 213 GLN
1 C 217 ASN
1 C 219 HIS
1 C 249 GLN
1 C 278 HIS
1 C 289 ASN
1 C 290 ASN
1 C 329 GLN
1 C 336 HIS
1 C 346 HIS
1 C 420 ASN
1 C 482 ASN
1 C 507 GLN
1 C 593 GLN
1 C 631 GLN
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Mol | Chain | Res | Type
1 C 695 ASN
1 D 213 GLN
1 D 217 ASN
1 D 219 HIS
1 D 249 GLN
1 D 278 HIS
1 D 289 ASN
1 D 290 ASN
1 D 329 GLN
1 D 336 HIS
1 D 346 HIS
1 D 420 ASN
1 D 484 GLN
1 D 507 GLN
1 D 593 GLN
1 D 631 GLN
1 D 695 ASN
1 E 213 GLN
1 E 217 ASN
1 E 219 HIS
1 E 249 GLN
1 E 278 HIS
1 E 289 ASN
1 E 290 ASN
1 E 329 GLN
1 E 336 HIS
1 E 346 HIS
1 E 420 ASN
1 E 482 ASN
1 E 507 GLN
1 E 593 GLN
1 E 631 GLN
1 E 695 ASN
1 F 213 GLN
1 F 217 ASN
1 F 219 HIS
1 F 249 GLN
1 F 278 HIS
1 F 289 ASN
1 F 290 ASN
1 F 329 GLN
1 F 336 HIS
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Mol | Chain | Res | Type
1 F 346 HIS
1 F 482 ASN
1 F 507 GLN
1 F 570 GLN
1 F 593 GLN
1 F 631 GLN
1 F 695 ASN
1 G 213 GLN
1 G 217 ASN
1 G 219 HIS
1 G 249 GLN
1 G 278 HIS
1 G 289 ASN
1 G 290 ASN
1 G 329 GLN
1 G 336 HIS
1 G 346 HIS
1 G 376 ASN
1 G 482 ASN
1 G 507 GLN
1 G 593 GLN
1 G 631 GLN
1 G 695 ASN
1 H 213 GLN
1 H 217 ASN
1 H 219 HIS
1 H 249 GLN
1 H 278 HIS
1 H 289 ASN
1 H 290 ASN
1 H 329 GLN
1 H 336 HIS
1 H 346 HIS
1 H 420 ASN
1 H 482 ASN
1 H 507 GLN
1 H 570 GLN
1 H 593 GLN
1 H 631 GLN
1 H 695 ASN
1 I 213 GLN
1 I 217 ASN
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Mol | Chain | Res | Type
1 I 219 HIS
1 I 249 GLN
1 I 278 HIS
1 I 289 ASN
1 I 290 ASN
1 I 307 GLN
1 I 329 GLN
1 I 346 HIS
1 I 420 ASN
1 I 482 ASN
1 I 507 GLN
1 I 570 GLN
1 I 593 GLN
1 I 631 GLN
1 I 695 ASN
1 J 213 GLN
1 J 217 ASN
1 J 219 HIS
1 J 249 GLN
1 J 278 HIS
1 J 289 ASN
1 J 290 ASN
1 J 329 GLN
1 J 336 HIS
1 J 346 HIS
1 J 376 ASN
1 J 420 ASN
1 J 482 ASN
1 J 507 GLN
1 J 593 GLN
1 J 631 GLN
1 J 695 ASN
1 K 213 GLN
1 K 217 ASN
1 K 219 HIS
1 K 249 GLN
1 K 278 HIS
1 K 289 ASN
1 K 290 ASN
1 K 329 GLN
1 K 346 HIS
1 K 420 ASN
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Mol | Chain | Res | Type
1 K 482 ASN
1 K 507 GLN
1 K 593 GLN
1 K 631 GLN
1 K 695 ASN
1 L 213 GLN
1 L 217 ASN
1 L 219 HIS
1 L 249 GLN
1 L 278 HIS
1 L 289 ASN
1 L 290 ASN
1 L 307 GLN
1 L 329 GLN
1 L 336 HIS
1 L 346 HIS
1 L 420 ASN
1 L 482 ASN
1 L 507 GLN
1 L 570 GLN
1 L 593 GLN
1 L 631 GLN
1 L 695 ASN
1 M 213 GLN
1 M 217 ASN
1 M 219 HIS
1 M 249 GLN
1 M 278 HIS
1 M 289 ASN
1 M 290 ASN
1 M 329 GLN
1 M 346 HIS
1 M 376 ASN
1 M 482 ASN
1 M 507 GLN
1 M 570 GLN
1 M 593 GLN
1 M 631 GLN
1 M 695 ASN
1 N 213 GLN
1 N 217 ASN
1 N 219 HIS
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Mol | Chain | Res | Type
1 N 249 GLN
1 N 278 HIS
1 N 289 ASN
1 N 290 ASN
1 N 329 GLN
1 N 346 HIS
1 N 420 ASN
1 N 482 ASN
1 N 507 GLN
1 N 570 GLN
1 N 593 GLN
1 N 631 GLN
1 N 695 ASN
1 O 213 GLN
1 O 217 ASN
1 O 219 HIS
1 O 249 GLN
1 O 278 HIS
1 O 289 ASN
1 O 290 ASN
1 O 329 GLN
1 O 336 HIS
1 O 346 HIS
1 O 376 ASN
1 O 420 ASN
1 O 484 GLN
1 O 507 GLN
1 O 593 GLN
1 O 631 GLN
1 O 695 ASN
1 P 213 GLN
1 P 217 ASN
1 P 219 HIS
1 P 249 GLN
1 P 278 HIS
1 P 289 ASN
1 P 290 ASN
1 P 329 GLN
1 P 346 HIS
1 P 376 ASN
1 P 420 ASN
1 P 482 ASN
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Mol | Chain | Res | Type
1 P 507 GLN
1 P 570 GLN
1 P 593 GLN
1 P 631 GLN
1 P 695 ASN
1 Q 213 GLN
1 Q 217 ASN
1 Q 219 HIS
1 Q 249 GLN
1 Q 278 HIS
1 Q 289 ASN
1 Q 290 ASN
1 Q 329 GLN
1 Q 346 HIS
1 Q 376 ASN
1 Q 420 ASN
1 Q 484 GLN
1 Q 507 GLN
1 Q 570 GLN
1 Q 593 GLN
1 Q 631 GLN
1 Q 695 ASN
1 R 213 GLN
1 R 217 ASN
1 R 219 HIS
1 R 249 GLN
1 R 278 HIS
1 R 289 ASN
1 R 290 ASN
1 R 329 GLN
1 R 346 HIS
1 R 420 ASN
1 R 482 ASN
1 R 507 GLN
1 R 593 GLN
1 R 631 GLN
1 R 695 ASN
1 S 213 GLN
1 S 217 ASN
1 S 219 HIS
1 S 249 GLN
1 S 278 HIS
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Mol | Chain | Res | Type
1 S 289 ASN
1 S 290 ASN
1 S 329 GLN
1 S 346 HIS
1 S 420 ASN
1 S 482 ASN
1 S 507 GLN
1 S 593 GLN
1 S 631 GLN
1 S 695 ASN
1 T 213 GLN
1 T 217 ASN
1 T 219 HIS
1 T 249 GLN
1 T 278 HIS
1 T 289 ASN
1 T 290 ASN
1 T 329 GLN
1 T 336 HIS
1 T 346 HIS
1 T 420 ASN
1 T 482 ASN
1 T 507 GLN
1 T 570 GLN
1 T 593 GLN
1 T 631 GLN
1 T 695 ASN
1 U 213 GLN
1 U 217 ASN
1 U 219 HIS
1 U 249 GLN
1 U 278 HIS
1 U 289 ASN
1 U 290 ASN
1 U 329 GLN
1 U 346 HIS
1 U 482 ASN
1 U 507 GLN
1 U 570 GLN
1 U 593 GLN
1 U 631 GLN
1 U 695 ASN
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Mol | Chain | Res | Type
1 \Y 213 GLN
1 \Y 217 ASN
1 \Y 219 HIS
1 \Y 249 GLN
1 \Y 278 HIS
1 \Y 289 ASN
1 \Y 290 ASN
1 \Y 329 GLN
1 \Y 346 HIS
1 \Y 420 ASN
1 \Y 482 ASN
1 \Y 507 GLN
1 \Y 509 ASN
1 \Y 570 GLN
1 \Y 593 GLN
1 \Y 631 GLN
1 \Y 695 ASN
1 W 213 GLN
1 W 217 ASN
1 W 219 HIS
1 W 249 GLN
1 W 278 HIS
1 W 289 ASN
1 W 290 ASN
1 A 329 GLN
1 W 346 HIS
1 W 376 ASN
1 W 420 ASN
1 W 482 ASN
1 W 507 GLN
1 W 570 GLN
1 W 593 GLN
1 W 631 GLN
1 AW 695 ASN
1 X 213 GLN
1 X 217 ASN
1 X 219 HIS
1 X 249 GLN
1 X 278 HIS
1 X 289 ASN
1 X 290 ASN
1 X 329 GLN

Continued on next page...



Page 179

Full wwPDB EM Validation Report

EMD-21656, 6WFT

Continued from previous page...

Mol | Chain | Res | Type
1 X 346 HIS
1 X 420 ASN
1 X 482 ASN
1 X 507 GLN
1 X 593 GLN
1 X 631 GLN
1 X 695 ASN
1 Y 213 GLN
1 Y 217 ASN
1 Y 219 HIS
1 Y 249 GLN
1 Y 278 HIS
1 Y 289 ASN
1 Y 290 ASN
1 Y 329 GLN
1 Y 346 HIS
1 Y 420 ASN
1 Y 482 ASN
1 Y 507 GLN
1 Y 570 GLN
1 Y 593 GLN
1 Y 631 GLN
1 Y 695 ASN
1 Z 213 GLN
1 Z 217 ASN
1 7 219 HIS
1 7 249 GLN
1 Z 278 HIS
1 Z 289 ASN
1 Z 290 ASN
1 Z 329 GLN
1 Z 346 HIS
1 7 420 ASN
1 / 482 ASN
1 Z 507 GLN
1 Z 593 GLN
1 Z 631 GLN
1 Z 695 ASN
1 a 213 GLN
1 a 217 ASN
1 a 219 HIS
1 a 249 GLN
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Mol | Chain | Res | Type
1 a 278 HIS
1 a 289 ASN
1 a 290 ASN
1 a 329 GLN
1 a 346 HIS
1 a 420 ASN
1 a 482 ASN
1 a 507 GLN
1 a 593 GLN
1 a 631 GLN
1 a 695 ASN
1 b 213 GLN
1 b 217 ASN
1 b 219 HIS
1 b 249 GLN
1 b 278 HIS
1 b 289 ASN
1 b 290 ASN
1 b 329 GLN
1 b 346 HIS
1 b 420 ASN
1 b 482 ASN
1 b 507 GLN
1 b 593 GLN
1 b 631 GLN
1 b 695 ASN
1 c 213 GLN
1 c 217 ASN
1 c 219 HIS
1 c 249 GLN
1 c 278 HIS
1 c 289 ASN
1 c 290 ASN
1 c 329 GLN
1 c 336 HIS
1 c 346 HIS
1 c 420 ASN
1 c 482 ASN
1 c 507 GLN
1 c 593 GLN
1 c 631 GLN
1 c 695 ASN
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Mol | Chain | Res | Type
1 d 213 GLN
1 d 217 ASN
1 d 219 HIS
1 d 249 GLN
1 d 278 HIS
1 d 289 ASN
1 d 290 ASN
1 d 329 GLN
1 d 346 HIS
1 d 420 ASN
1 d 484 GLN
1 d 507 GLN
1 d 593 GLN
1 d 631 GLN
1 d 695 ASN
1 e 213 GLN
1 e 217 ASN
1 e 219 HIS
1 e 249 GLN
1 e 278 HIS
1 e 289 ASN
1 e 290 ASN
1 e 329 GLN
1 e 346 HIS
1 e 420 ASN
1 e 482 ASN
1 e 507 GLN
1 e 593 GLN
1 e 631 GLN
1 e 695 ASN
1 f 213 GLN
1 f 217 ASN
1 f 219 HIS
1 f 249 GLN
1 f 278 HIS
1 f 289 ASN
1 f 290 ASN
1 f 329 GLN
1 f 346 HIS
1 f 420 ASN
1 f 482 ASN
1 f 507 GLN

Continued on next page...



Page 182

Full wwPDB EM Validation Report

EMD-21656, 6WFT

Continued from previous page...

Mol | Chain | Res | Type
1 f 593 GLN
1 f 631 GLN
1 f 695 ASN
1 g 213 GLN
1 g 217 ASN
1 g 219 HIS
1 g 249 GLN
1 g 278 HIS
1 g 289 ASN
1 g 290 ASN
1 g 329 GLN
1 g 336 HIS
1 g 346 HIS
1 g 420 ASN
1 g 482 ASN
1 g 507 GLN
1 g 593 GLN
1 g 631 GLN
1 g 695 ASN
1 h 213 GLN
1 h 217 ASN
1 h 219 HIS
1 h 249 GLN
1 h 278 HIS
1 h 289 ASN
1 h 290 ASN
1 h 329 GLN
1 h 346 HIS
1 h 376 ASN
1 h 420 ASN
1 h 484 GLN
1 h 507 GLN
1 h 593 GLN
1 h 631 GLN
1 h 695 ASN
1 i 213 GLN
1 i 217 ASN
1 i 219 HIS
1 i 249 GLN
1 i 278 HIS
1 i 289 ASN
1 i 290 ASN
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Mol | Chain | Res | Type
1 i 329 GLN
1 i 346 HIS
1 i 420 ASN
1 i 482 ASN
1 i 507 GLN
1 i 593 GLN
1 i 631 GLN
1 i 695 ASN
1 j 213 GLN
1 j 217 ASN
1 j 219 HIS
1 j 249 GLN
1 j 278 HIS
1 j 289 ASN
1 j 290 ASN
1 j 329 GLN
1 j 336 HIS
1 j 346 HIS
1 j 376 ASN
1 j 420 ASN
1 j 484 GLN
1 j 507 GLN
1 j 593 GLN
1 j 631 GLN
1 j 695 ASN
1 k 213 GLN
1 k 217 ASN
1 k 219 HIS
1 k 249 GLN
1 k 278 HIS
1 k 289 ASN
1 k 290 ASN
1 k 329 GLN
1 k 346 HIS
1 k 420 ASN
1 k 484 GLN
1 k 507 GLN
1 k 593 GLN
1 k 631 GLN
1 k 695 ASN
1 1 213 GLN
1 1 217 ASN
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Mol | Chain | Res | Type
1 1 219 HIS
1 1 249 GLN
1 1 278 HIS
1 1 289 ASN
1 1 290 ASN
1 1 329 GLN
1 1 346 HIS
1 1 376 ASN
1 1 420 ASN
1 1 484 GLN
1 1 507 GLN
1 1 509 ASN
1 1 593 GLN
1 1 631 GLN
1 1 695 ASN
1 m 213 GLN
1 m 217 ASN
1 m 219 HIS
1 m 249 GLN
1 m 278 HIS
1 m 289 ASN
1 m 290 ASN
1 m 329 GLN
1 m 336 HIS
1 m 346 HIS
1 m 420 ASN
1 m 484 GLN
1 m 507 GLN
1 m 593 GLN
1 m 631 GLN
1 m 695 ASN
1 n 213 GLN
1 n 217 ASN
1 n 219 HIS
1 n 249 GLN
1 n 278 HIS
1 n 289 ASN
1 n 290 ASN
1 n 329 GLN
1 n 346 HIS
1 n 420 ASN
1 n 484 GLN
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Mol | Chain | Res | Type
1 n 507 GLN
1 n 570 GLN
1 n 593 GLN
1 n 631 GLN
1 n 695 ASN
1 0 213 GLN
1 0 217 ASN
1 0 219 HIS
1 0 249 GLN
1 0 278 HIS
1 0 289 ASN
1 0 290 ASN
1 0 329 GLN
1 0 346 HIS
1 0 420 ASN
1 0 482 ASN
1 0 507 GLN
1 0 593 GLN
1 0 631 GLN
1 0 695 ASN
1 p 213 GLN
1 p 219 HIS
1 p 249 GLN
1 p 278 HIS
1 p 289 ASN
1 p 290 ASN
1 p 329 GLN
1 p 346 HIS
1 p 420 ASN
1 p 482 ASN
1 p 507 GLN
1 p 593 GLN
1 p 631 GLN
1 p 695 ASN
1 q 213 GLN
1 q 217 ASN
1 q 219 HIS
1 q 249 GLN
1 q 278 HIS
1 q 289 ASN
1 q 290 ASN
1 q 329 GLN
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Mol | Chain | Res | Type
1 q 346 HIS
1 q 420 ASN
1 q 482 ASN
1 q 507 GLN
1 q 593 GLN
1 q 631 GLN
1 q 695 ASN
1 r 213 GLN
1 r 217 ASN
1 r 219 HIS
1 r 249 GLN
1 r 278 HIS
1 r 289 ASN
1 r 290 ASN
1 r 329 GLN
1 r 346 HIS
1 r 420 ASN
1 r 482 ASN
1 r 507 GLN
1 r 593 GLN
1 r 631 GLN
1 r 695 ASN
1 s 213 GLN
1 s 217 ASN
1 s 219 HIS
1 s 249 GLN
1 s 278 HIS
1 s 289 ASN
1 s 290 ASN
1 s 329 GLN
1 s 346 HIS
1 s 376 ASN
1 s 420 ASN
1 s 482 ASN
1 s 507 GLN
1 s 593 GLN
1 s 631 GLN
1 s 695 ASN
1 t 213 GLN
1 t 217 ASN
1 t 219 HIS
1 t 249 GLN
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Mol | Chain | Res | Type
1 t 278 HIS
1 t 289 ASN
1 t 290 ASN
1 t 329 GLN
1 t 336 HIS
1 t 346 HIS
1 t 376 ASN
1 t 420 ASN
1 t 482 ASN
1 t 507 GLN
1 t 593 GLN
1 t 631 GLN
1 t 695 ASN
1 u 213 GLN
1 u 219 HIS
1 u 249 GLN
1 u 278 HIS
1 u 289 ASN
1 u 290 ASN
1 u 329 GLN
1 u 346 HIS
1 u 420 ASN
1 u 484 GLN
1 u 507 GLN
1 u 593 GLN
1 u 631 GLN
1 u 695 ASN
1 v 213 GLN
1 4 217 ASN
1 4 219 HIS
1 \ 249 GLN
1 v 278 HIS
1 v 289 ASN
1 v 290 ASN
1 4 329 GLN
1 4 346 HIS
1 4 420 ASN
1 \ 484 GLN
1 v 507 GLN
1 v 593 GLN
1 \ 631 GLN
1 v 695 ASN
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Mol | Chain | Res | Type
1 w 213 GLN
1 W 219 HIS
1 w 249 GLN
1 w 278 HIS
1 w 289 ASN
1 w 290 ASN
1 W 329 GLN
1 W 336 HIS
1 w 346 HIS
1 w 420 ASN
1 w 484 GLN
1 W 507 GLN
1 w 593 GLN
1 W 631 GLN
1 W 695 ASN
1 X 213 GLN
1 X 217 ASN
1 X 219 HIS
1 X 249 GLN
1 X 278 HIS
1 X 289 ASN
1 X 290 ASN
1 X 329 GLN
1 X 346 HIS
1 X 376 ASN
1 X 420 ASN
1 X 484 GLN
1 X 507 GLN
1 X 593 GLN
1 X 631 GLN
1 X 695 ASN
1 y 213 GLN
1 y 217 ASN
1 y 219 HIS
1 y 249 GLN
1 y 278 HIS
1 y 289 ASN
1 y 290 ASN
1 y 329 GLN
1 y 336 HIS
1 y 346 HIS
1 y 376 ASN
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Mol | Chain | Res | Type
1 y 420 ASN
1 y 482 ASN
1 y 507 GLN
1 y 593 GLN
1 y 631 GLN
1 y 695 ASN
1 z 213 GLN
1 z 217 ASN
1 z 219 HIS
1 z 249 GLN
1 z 278 HIS
1 z 289 ASN
1 z 290 ASN
1 z 329 GLN
1 A 336 HIS
1 z 346 HIS
1 z 376 ASN
1 z 420 ASN
1 z 482 ASN
1 z 507 GLN
1 z 593 GLN
1 z 631 GLN
1 z 695 ASN
1 1 213 GLN
1 1 217 ASN
1 1 219 HIS
1 1 249 GLN
1 1 278 HIS
1 1 289 ASN
1 1 290 ASN
1 1 329 GLN
1 1 336 HIS
1 1 346 HIS
1 1 420 ASN
1 1 482 ASN
1 1 507 GLN
1 1 593 GLN
1 1 631 GLN
1 1 695 ASN
1 2 213 GLN
1 2 217 ASN
1 2 219 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 2 249 GLN
1 2 278 HIS
1 2 289 ASN
1 2 290 ASN
1 2 329 GLN
1 2 346 HIS
1 2 376 ASN
1 2 420 ASN
1 2 482 ASN
1 2 507 GLN
1 2 593 GLN
1 2 631 GLN
1 2 695 ASN
1 3 213 GLN
1 3 217 ASN
1 3 219 HIS
1 3 249 GLN
1 3 278 HIS
1 3 289 ASN
1 3 290 ASN
1 3 307 GLN
1 3 329 GLN
1 3 346 HIS
1 3 420 ASN
1 3 482 ASN
1 3 507 GLN
1 3 570 GLN
1 3 593 GLN
1 3 631 GLN
1 3 695 ASN
1 4 213 GLN
1 4 217 ASN
1 4 219 HIS
1 4 249 GLN
1 4 278 HIS
1 4 289 ASN
1 4 290 ASN
1 4 329 GLN
1 4 336 HIS
1 4 346 HIS
1 4 420 ASN
1 4 484 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 4 507 GLN
1 4 593 GLN
1 4 631 GLN
1 4 695 ASN
1 5 213 GLN
1 5 217 ASN
1 5 219 HIS
1 5 249 GLN
1 5 278 HIS
1 5 289 ASN
1 5 290 ASN
1 5 329 GLN
1 5 346 HIS
1 5 420 ASN
1 5 484 GLN
1 5 507 GLN
1 5 593 GLN
1 5 631 GLN
1 5 695 ASN
1 6 213 GLN
1 6 217 ASN
1 6 219 HIS
1 6 249 GLN
1 6 278 HIS
1 6 289 ASN
1 6 290 ASN
1 6 329 GLN
1 6 346 HIS
1 6 376 ASN
1 6 420 ASN
1 6 484 GLN
1 6 507 GLN
1 6 593 GLN
1 6 631 GLN
1 6 695 ASN
1 7 213 GLN
1 7 217 ASN
1 7 219 HIS
1 7 249 GLN
1 7 278 HIS
1 7 289 ASN
1 7 290 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 7 329 GLN
1 7 346 HIS
1 7 420 ASN
1 7 482 ASN
1 7 507 GLN
1 7 593 GLN
1 7 631 GLN
1 7 695 ASN
1 8 213 GLN
1 8 217 ASN
1 8 219 HIS
1 8 249 GLN
1 8 278 HIS
1 8 289 ASN
1 8 290 ASN
1 8 329 GLN
1 8 346 HIS
1 8 420 ASN
1 8 482 ASN
1 8 507 GLN
1 8 593 GLN
1 8 631 GLN
1 8 695 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

60 ligands are modelled in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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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
2 [DsM| O [s8or| - 172324 065 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | p |s8or| - [17.2324] 066 0 17,3336 | 0.71 | 1 (5%)
2 [DsM | H [s801| - 172324 0.65 0 17,3336 | 0.70 | 1 (5%)
2 [ DsM | j [sor| - [17.2324] 064 0 17,3336 | 0.69 | 1 (5%)
2 |DsM| D [801| - |172324] 065 0 17,3336 | 0.71 | 1 (5%)
2 [DsM | r [s8o1| - 172324 0.65 0 17,3336 | 0.71 | 1 (5%)
2 [DsM | d [sor| - 172324 0.65 0 17,3336 | 0.70 | 1 (5%)
2 [ DsM | v [sor| - 172324 065 0 17,3336 | 0.71 | 1 (5%)
2 [DsM | 1 [s8or| - [17.2324] 066 0 17,3336 | 0.69 | 1 (5%)
2 [DsM | 8 [sor| - 172324 0.65 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | B |80l | - 172324 0.64 0 17,3336 | 0.71 | 1 (5%)
2 [DsM | F [s8or| - [172324] 064 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | G [sor| - 172324 065 0 17,3336 | 0.70 | 1 (5%)
2 [ DSM | m |801| - [17.2324] 066 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | 3 [sor| - [17.2324] 064 0 17,3336 | 0.70 | 1 (5%)
2 [ DsM | 5 [s8or| - 172324 0.64 0 17,3336 | 0.69 | 1 (5%)
2 [DsM | b [ s8o1| - 172324 0.65 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | uw | s8or| - 172324 0.64 0 17,3336 | 0.70 | 1 (5%)
2 [ DsM| R [sor| - 172324 065 0 17,3336 | 0.71 | 1 (5%)
2 [ DsM | £ [s8o1| - 172324 0.64 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | w | s8or| - 172324 0.65 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | o |801| - 172324 0.65 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | VvV [s8or| - 172324 0.67 0 17,3336 | 0.70 | 1 (5%)
2 |DsM | 4 [801| - |172324] 065 0 17,33,36 | 0.70 | 1 (5%)
2 [DsM | U [s8or| - 172324 0.65 0 17,3336 | 0.71 | 1 (5%)
2 [DsM | L [sor| - 172324 0.64 0 17,3336 | 0.71 | 1 (5%)
2 [ DsM | k | 8o0r| - 172324 0.64 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | a |801| - 172324 0.65 0 17,3336 | 0.70 | 1 (5%)
2 [DsM | P [sor| - 172324 065 0 17,3336 | 0.70 | 1 (5%)
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Mol | Type | Chain | Res | Link | ¢ i sz | 17]> 2 | Counts | RMSZ | 12]> 2
2 D5M y 801 - 17,23,24 | 0.65 0 17,33,36 | 0.71 1 (5%)
2 D5M 6 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M q 801 - 17,23,24 | 0.66 0 17,33,36 | 0.69 1 (5%)
2 D5M Y 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M X 801 - 17,23,24 | 0.64 0 17,33,36 | 0.70 1 (5%)
2 D5M T 801 - 17,23,24 | 0.66 0 17,33,36 | 0.71 1 (5%)
2 D5M 2 801 - 17,23,24 | 0.65 0 17,33,36 | 0.71 1 (5%)
2 D5M I 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M X 801 - 17,23,24 | 0.64 0 17,33,36 | 0.70 1 (5%)
2 D5M / 801 - 17,23,24 | 0.64 0 17,33,36 | 0.70 1 (5%)
2 D5M J 801 - 17,23,24 | 0.64 0 17,33,36 | 0.70 1 (5%)
2 D5M ¢ 801 - 17,23,24 | 0.64 0 17,33,36 | 0.70 1 (5%)
2 D5M e 801 - 17,23,24 | 0.64 0 17,33,36 | 0.70 1 (5%)
2 D5M i 801 - 17,2324 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M t 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M n 801 - 17,23,24 | 0.64 0 17,33,36 | 0.70 1 (5%)
2 D5M K 801 - 17,23,24 | 0.66 0 17,33,36 | 0.71 1 (5%)
2 D5M Q 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M C 801 - 17,23,24 | 0.65 0 17,33,36 | 0.71 1 (5%)
2 D5M 1 801 - 17,2324 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M N 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M g 801 - 17,23,24 | 0.66 0 17,33,36 | 0.71 1 (5%)
2 D5M Z 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M A 801 - 17,23,24 | 0.65 0 17,33,36 | 0.71 1 (5%)
2 D5M h 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M E 801 - 17,23,24 | 0.65 0 17,33,36 | 0.71 1 (5%)
2 D5M S 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M S 801 - 17,23,24 | 0.65 0 17,33,36 | 0.71 1 (5%)
2 D5M 7 801 - 17,23,24 | 0.65 0 17,33,36 | 0.70 1 (5%)
2 D5M W 801 - 17,23,24 | 0.65 0 17,33,36 | 0.71 1 (5%)
2 D5M M 801 - 17,23,24 | 0.65 0 17,33,36 | 0.71 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
2 D5M O 801 - - 1/3/21/22 1 0/3/3/3
2 D5M p 801 - - 1/3/21/22 1 0/3/3/3
2 D5M H 801 - - 1/3/21/22 1 0/3/3/3
2 D5M j 801 - - 1/3/21/22 1 0/3/3/3
2 D5M D 801 - - 1/3/21/22 1 0/3/3/3
2 D5M T 801 - - 1/3/21/22 1 0/3/3/3
2 D5M d 801 - - 1/3/21/22 1 0/3/3/3
2 D5M v 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 1 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 8 801 - - 1/3/21/22 1 0/3/3/3
2 D5M B 801 - - 1/3/21/22 1 0/3/3/3
2 D5M F 801 - - 1/3/21/22 1 0/3/3/3
2 D5M G 801 - - 1/3/21/22 1 0/3/3/3
2 D5M m 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 3 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 5 801 - - 1/3/21/22 1 0/3/3/3
2 D5M b 801 - - 1/3/21/22 1 0/3/3/3
2 D5M u 801 - - 1/3/21/22 1 0/3/3/3
2 D5M R 801 - - 1/3/21/22 1 0/3/3/3
2 D5M f 801 - - 1/3/21/22 1 0/3/3/3
2 D5M w 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 0 801 - - 1/3/21/22 1 0/3/3/3
2 D5M \Y 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 4 801 - - 1/3/21/22 1 0/3/3/3
2 D5M U 801 - - 1/3/21/22 1 0/3/3/3
2 D5M L 801 - - 1/3/21/22 1 0/3/3/3
2 D5M k 801 - - 1/3/21/22 1 0/3/3/3
2 D5M a 801 - - 1/3/21/22 1 0/3/3/3
2 D5M P 801 - - 1/3/21/22 1 0/3/3/3
2 D5M y 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 6 801 - - 1/3/21/22 1 0/3/3/3
2 D5M q 801 - - 1/3/21/22 1 0/3/3/3
2 D5M Y 801 - - 1/3/21/22 1 0/3/3/3
2 D5M X 801 - - 1/3/21/22 1 0/3/3/3
2 D5M T 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 2 801 - - 1/3/21/22 1 0/3/3/3
2 D5M I 801 - - 1/3/21/22 1 0/3/3/3
2 D5M X 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 7 801 - - 1/3/21/22 1 0/3/3/3
2 D5M J 801 - - 1/3/21/22 1 0/3/3/3
2 D5M c 801 - - 1/3/21/22 1 0/3/3/3
2 D5M e 801 - - 1/3/21/22 1 0/3/3/3
2 D5M i 801 - - 1/3/21/22 1 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 D5M t 801 - - 1/3/21/22 1 0/3/3/3
2 D5M n 801 - - 1/3/21/22 1 0/3/3/3
2 D5M K 801 - - 1/3/21/22 | 0/3/3/3
2 D5M Q 801 - - 1/3/21/22 | 0/3/3/3
2 D5M C 801 - - 1/3/21/22 | 0/3/3/3
2 D5M 1 801 - - 1/3/21/22 1 0/3/3/3
2 D5M N 801 - - 1/3/21/22 1 0/3/3/3
2 D5M g 801 - - 1/3/21/22 1 0/3/3/3
2 D5M z 801 - - 1/3/21/22 | 0/3/3/3
2 D5M A 801 - - 1/3/21/22 1 0/3/3/3
2 D5M h 801 - - 1/3/21/22 1 0/3/3/3
2 D5M E 801 - - 1/3/21/22 1 0/3/3/3
2 D5M S 801 - - 1/3/21/22 1 0/3/3/3
2 D5M S 801 - - 1/3/21/22 1 0/3/3/3
2 D5M 7 801 - - 1/3/21/22 1 0/3/3/3
2 D5M W 801 - - 1/3/21/22 1 0/3/3/3
2 D5M M 801 - - 1/3/21/22 | 0/3/3/3

There are no bond length outliers.
All (60) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
2 \ 801 | D56M | C5-C6-N6 | 2.16 123.60 120.31
2 y 801 | D5M | C5-C6-N6 | 2.16 123.60 120.31
2 E 801 | D5M | C5-C6-N6 | 2.16 123.59 120.31
2 O 801 | D5M | C5-C6-N6 | 2.15 123.59 120.31
2 A 801 | D5M | C5-C6-N6 | 2.15 123.59 120.31
2 D 801 | D5M | C5-C6-N6 | 2.15 123.59 120.31
2 W 801 | D5M | C5-C6-N6 | 2.15 123.59 120.31
2 K 801 | D5M | C5-C6-N6 | 2.15 123.59 120.31
2 T 801 | D5M | C5-C6-N6 | 2.15 123.59 120.31
2 Z 801 | D5M | C5-C6-N6 | 2.15 123.58 120.31
2 3 801 | D5M | C5-C6-N6 | 2.15 123.58 120.31
2 g 801 | D5M | C5-C6-N6 | 2.15 123.58 120.31
2 p 801 | D5M | C5-C6-N6 | 2.15 123.58 120.31
2 r 801 | D5M | C5-C6-N6 | 2.15 123.58 120.31
2 2 801 | D5M | C5-C6-N6 | 2.15 123.58 120.31
2 S 801 | D5M | C5-C6-N6 | 2.14 123.58 120.31
2 z 801 | D5M | C5-C6-N6 | 2.14 123.58 120.31
2 R 801 | D5M | C5-C6-N6 | 2.14 123.57 120.31
2 \Y 801 | D5M | C5-C6-N6 | 2.14 123.57 120.31
2 J 801 | D5M | C5-C6-N6 | 2.14 123.57 120.31

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
2 B 801 | D5M | C5-C6-N6 | 2.13 123.56 120.31
2 0 801 | D5M | C5-C6-N6 | 2.13 123.56 120.31
2 L 801 | D5M | C5-C6-N6 | 2.13 123.56 120.31
2 U 801 | D5M | C5-C6-N6 | 2.13 123.56 120.31
2 S 801 | D5M | C5-C6-N6 | 2.13 123.56 120.31
2 u 801 | D5M | C5-C6-N6 | 2.13 123.56 120.31
2 X 801 | D5M | C5-C6-N6 | 2.13 123.56 120.31
2 M 801 | D5M | C5-C6-N6 | 2.13 123.55 120.31
2 P 801 | D5M | C5-C6-N6 | 2.13 123.55 120.31
2 1 801 | D5M | C5-C6-N6 | 2.13 123.55 120.31
2 7 801 | D5M | C5-C6-N6 | 2.13 123.55 120.31
2 e 801 | D5M | C5-C6-N6 | 2.12 123.55 120.31
2 t 801 | D5M | C5-C6-N6 | 2.12 123.55 120.31
2 w 801 | D5M | C5-C6-N6 | 2.12 123.55 120.31
2 N 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 Y 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 ¢ 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 f 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 k 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 6 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 1 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 q 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 1 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 8 801 | D5M | C5-C6-N6 | 2.12 123.54 120.31
2 X 801 | D56M | C5-C6-N6 | 2.12 123.54 120.31
2 4 801 | D5M | C5-C6-N6 | 2.12 123.53 120.31
2 C 801 | D5M | C5-C6-N6 | 2.11 123.53 120.31
2 Q 801 | D5M | C5-C6-N6 | 2.11 123.53 120.31
2 a 801 | D5M | C5-C6-N6 | 2.11 123.53 120.31
2 d 801 | D5M | C5-C6-N6 | 2.11 123.53 120.31
2 m 801 | D5M | C5-C6-N6 | 2.11 123.53 120.31
2 h 801 | D6M | C5-C6-N6 | 2.11 123.53 120.31
2 H 801 | D5M | C5-C6-N6 | 2.11 123.53 120.31
2 G 801 | D5M | C5-C6-N6 | 2.11 123.52 120.31
2 I 801 | D5M | C5-C6-N6 | 2.11 123.52 120.31
2 b 801 | D5M | C5-C6-N6 | 2.11 123.52 120.31
2 n 801 | D5M | C5-C6-N6 | 2.10 123.52 120.31
2 F 801 | D5M | C5-C6-N6 | 2.10 123.51 120.31
2 j 801 | D5M | C5-C6-N6 | 2.09 123.50 120.31
2 D 801 | D5M | C5-C6-N6 | 2.09 123.50 120.31

There are no chirality outliers.
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All (60) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
2 A 801 | D5M | C4’-C5-05’-P
2 B 801 | D5M | C4’-C5-05’-P
2 C 801 | D5M | C4’-C5-0O5’-P
2 D 801 | D5M | C4’-C5’-0O5’-P
2 E 801 | D5M | C4-C5-0O5’-P
2 F 801 | D5M | C4-C5-05’-P
2 G 801 | D5M | C4-C5-0O5’-P
2 H 801 | D5M | C4’-C5-05’-P
2 I 801 | D5M | C4’-C5-0O5’-P
2 J 801 | D5M | C4’-C5-0O5’-P
2 K 801 | D5M | C4’-C5’-0O5’-P
2 L 801 | D5M | C4-C5-05’-P
2 M 801 | D5M | C4-C5-05’-P
2 N 801 | D5M | C4’-C5-0O5’-P
2 O 801 | D5M | C4’-C5-05’-P
2 P 801 | D5M | C4’-C5-0O5’-P
2 Q 801 | D5M | C4’-C5’-0O5’-P
2 R 801 | D5M | C4-C5-0O5’-P
2 S 801 | D5M | C4-C5-05’-P
2 T 801 | D5M | C4-C5-0O5’-P
2 U 801 | D5M | C4’-C5-05’-P
2 \Y 801 | D5M | C4’-C5-05’-P
2 \WY% 801 | D5M | C4’-C5’-0O5’-P
2 X 801 | D5M | C4’-C5’-0O5’-P
2 Y 801 | D5M | C4-C5-0O5’-P
2 / 801 | D5M | C4-C5-05’-P
2 a 801 | D5M | C4-C5-05’-P
2 b 801 | D5M | C4-C5-0O5’-P
2 ¢ 801 | D5M | C4’-C5-0O5’-P
2 d 801 | D5M | C4’-C5-0O5’-P
2 e 801 | D5M | C4’-C5’-0O5’-P
2 f 801 | D5M | C4-C5-05’-P
2 g 801 | D5M | C4-C5-0O5’-P
2 h 801 | D5M | C4’-C5-0O5’-P
2 i 801 | D5M | C4’-C5-0O5’-P
2 j 801 | D5M | C4’-C5-0O5’-P
2 k 801 | D5M | C4’-C5’-0O5’-P
2 1 801 | D5M | C4-C5-05’-P
2 m 801 | D5M | C4-C5-05’-P
2 n 801 | D5M | C4-C5-05’-P
2 0 801 | D5M | C4’-C5-05’-P
2 p 801 | D5M | C4’-C5-05’-P

Continued on next page...
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Mol | Chain | Res | Type Atoms
801 | D5M | C4’-C5’-0O5’-P
801 | D5M | C4’-C5’-0O5’-P
801 | D5M | C4-C5-0O5’-P
801 | D5M | C4’-C5’-0O5-P
801 | D5M | C4’-C5’-0O5-P
801 | D5M | C4’-C5’-0O5’-P
801 | D5M | C4’-C5’-0O5’-P
801 | D5M | C4’-C5’-0O5’-P
801 | D5M | C4’-C5’-0O5’-P
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There are no ring outliers.
No monomer is involved in short contacts.

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

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

This section contains visualisations of the EMDB entry EMD-21656. These allow visual inspection
of the internal detail of the map and identification of artifacts.

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

6.1 Orthogonal projections (i)

6.1.1 Primary map

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

6.2 Central slices (i)

6.2.1 Primary map

X Index: 200 Y Index: 200 7 Index: 200


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

6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 214 Y Index: 186 7 Index: 185

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

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

6.4.1 Primary map

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


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

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 2.0.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.6 Mask visualisation (i)

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


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

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

7.1 Map-value distribution (i)

Map-value distribution

— Voxel count

Recommended contour
level 2

Voxel count (logl0)

D T T T T
-5 0 5 10
Map value

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


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

Volume estimate
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The volume at the recommended contour level is 1562 nm?; this corresponds to an approximate
mass of 1411 kDa.

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


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

Rotationally averaged power spectrum
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*Reported resolution corresponds to spatial frequency of 0.330 A2


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

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


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

This section contains information regarding the fit between EMDB map EMD-21656 and PDB
model 6WFT. Per-residue inclusion information can be found in section 3 on page 13.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 2.0 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


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

1.0

0.0
B <0.0

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

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (2).


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

Atom inclusion
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At the recommended contour level, 93% of all backbone atoms, 89% of all non-hydrogen atoms,
are inside the map.


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

The table lists the average atom inclusion at the recommended contour level (2) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.8910 B 0.5750
1 0.8910 B 0.5750
2 0.8910 B 0.5740
3 0.8900  0.5750
4 0.8910  0.5760
5 0.8930 B 0.5750
6 0.8900 B 0.5730
7 0.8920 B 0.5750
8 0.8890 B 0.5770
A 0.8910 B 0.5770
B 0.8940  0.5770
C 0.8910  0.5760
D 0.8940 B 0.5750
E 0.8910 B 0.5770
F 0.8900 B 0.5760
G 0.8910 B 0.5760
H 0.8950 B 0.5770
I 0.8910  0.5760
J 0.8950 B 0.5760
K 0.8900 B 0.5760
L 0.8930 B 0.5770
M 0.8900 B 0.5750
N 0.8950 B 0.5770
O 0.8910  0.5770
P 0.8950  0.5760
Q 0.8910 B 0.5760
R 0.8940 B 0.5770
S 0.8950 B 0.5760
T 0.8900 B 0.5750
U 0.8930 B 0.5760
\Y 0.8910  0.5760
W 0.8940  0.5760
X 0.8890 B 0.5760
Y 0.8950 B 0.5770
Z 0.8910 B 0.5770

Continued on next page...

1.0

0.0
M <0.0
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Continued from previous page...

Chain Atom inclusion Q-score
a 0.8900 m 0.5760
b 0.8900 B 0.5770
¢ 0.8880 B 0.5770
d 0.8900 B 0.5760
e 0.8890 B 0.5770
f 0.8880 B 0.5760
g 0.8890 m 0.5730
h 0.8900 m 0.5760
i 0.8920 B 0.5740
j 0.8930 B 0.5740
k 0.8900 B 0.5740
1 0.8890 B 0.5760
m 0.8910 B 0.5750
n 0.8900 m 0.5760
0 0.8900 m 0.5740
p 0.8890 B 0.5740
q 0.8910 B 0.5740
T 0.8910 B 0.5740
S 0.8940 B 0.5750
t 0.8880 B 0.5740
u 0.8880 m 0.5730
v 0.8870 m 0.5740
w 0.8880 B 0.5720
X 0.8880 B 0.5730
y 0.8870 B 0.5730
z 0.8940 B 0.5740
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