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Title : Structure of the intial complex in filament assembly at 3.31 angstroms resolu-
tion, conformation 1.
Authors : Chen, L.X.; Jiang, W.X.; Cheng, X.Q.; Dong, X.; Xing, Q.
Deposited on : 2025-03-17
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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.dev133
MolProbity : 4-5-2 with Phenix2.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.50
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EMD-63802, 9MCG

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 3.31 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 °
Ramachandran outliers NN 0.0%
Sidechain outliers I 0.0%
Worse Better
0 Percentile relative to all structures
[ Percentile relative to all EM structures
Metric Model-Map Fit Percentile Ranks Value
Q-score N I | I 0.409

Worse

0 Percentile relative to all EM structures

Better

[l Percentile relative to EM structures of similar resolution

. ‘Whole archive EM structures Similar EM resolution
Metric ) . . .
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 14550 ( 2.81 - 3.81 )

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 AA 467 == 68% 28% -
1 AB 467 - 77% 19% -
1 AD 467 = 67% 29% -
1 AE 467 = 73% 23% o
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Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
2 AC 467 = 80% 16%
3 BA 317 64% 36%
3 BB 317 71% 29%
3 BC 317 77% 23%
3 BD 317 72% 28%
3 BE 317 73% 26%
3 BF 317 75% 25%
3 BG 317 - 67% 33%
3 BH 317 74% 26%
3 BI 317 78% 22%
3 BJ 317 75% 25%
3 BK 317 71% 29%

18%

3 BL 317 53% 18% 29%
4 CA 553 75% 25%
4 CB 553 75% 25%
4 cC 553 79% 21%
4 CD 553 77% 23%
4 CE 553 75% 25%
4 CF 553 73% 27%
4 CG 553 71% 29%
4 CH 553 81% 19%
4 CI 553 75% 25%
4 CJ 553 76% 24%
4 CK 553 74% 26%
5 DA 403 82% 18%

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

Mol | Chain | Length Quality of chain
) DB 403 85% 15%
5 DC 403 83% 17%
5 DD 403 84% 16%
5 DE 403 83% 16%
5 DF 403 85% 15%
5 DG 403 83% 16%
) DH 403 84% 16%
) DI 403 80% 20%
) DJ 403 89% 11%
5 DK 403 80% 20%
5 EA 403 84% 16%
5 EB 403 86% 13%
5 EC 403 86% 13%
) ED 403 85% 15%
5 EE 403 90% 10%
5 EF 403 84% 16%
5 EG 403 86% 14%
) EH 403 85% 15%
) El 403 85% 14%
) EJ 403 87% 13%
) EK 403 83% 16%
5 FA 403 86% 14%
5 FB 403 85% 15%
> FC 403 87% 13%
) FD 403 79% 21%

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

Mol | Chain | Length Quality of chain
) FE 403 83% 17%
) FF 403 80% 19%
5 FG 403 81% 19%
5 FH 403 82% 18%
) FI 403 84% 16%
) FJ 403 7% 23%
) FK 403 85% 14%
5 GA 403 86% 14%
5 GB 403 74% 25%
5 GC 403 76% 24%
5 GD 403 74% 26%
5 GE 403 75% 25%
5 GF 403 78% 22%
5 GG 403 78% 21%
5 GH 403 77% 23%
5 GI 403 75% 24%
5 GJ 403 76% 24%
5 GK 403 84% 16%
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 220655 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 Flagellar hook-associated protein 2.

Mol | Chain | Residues Atoms AltConf | Trace
1 AA 452 gg;?)l 2(%2 51;10 7(2)2 2 0 0
1 AB 448 gggzl 2(%4 5126 7(1)7 2 0 0
! AD T ggt;)l QOCGB 5125 7(1)6 2 0 0
! AR i ggg%l 20%3 51(\515 7(1)6 2 0 0
e Molecule 2 is a protein called Flagellar hook-associated protein 2.

Mol | Chain | Residues Atoms AltConf | Trace
2 AC AT ggzzl 20%3 51(\515 7(1)5 2 0 0

There is a discrepancy between the modelled and reference sequences:

Chain

Residue

Modelled

Actual

Comment

Reference

AC

47

PHE

TYR

conflict

UNP P16328

e Molecule 3 is a protein called Flagellar hook-associated protein 3.

Mol | Chain | Residues Atoms AltConf | Trace
3| BA 1T | e 1563 nr 4(9)8 183 0 0
3 BB 316 rgg;?’)l 1558 4?6 4(9)7 182 0 0
3 BC 316 g‘g;?’)l 1558 41116 4(37 182 0 0
3 | BD T | e 11%3 nr 4(9)8 183 0 0
3 | BE 6| ey 14058 6 4(9)7 o 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
3 BF 317 ggftﬁl 14%3 411]7 488 183 0 0
3 BG 317 ggft)?l 14063 41117 488 183 0 0
3 BH 316 rgggl 1%8 411]6 487 1S2 0 0
s Bl 317 ggg?l 14%3 41117 488 183 0 0
3 BJ 310 ggg 1558 41116 487 1S2 0 0
5| BR 6| 5 s ne 40 10 ; 0
s BL 225 111(;8351 1(518 215\313 3(536 2 ¥ 0
e Molecule 4 is a protein called Flagellar hook-associated protein 1.

Mol | Chain | Residues Atoms AltConf | Trace
4 CA 553 Z(it;;l 25053 71§6 8?1 g 0 0
4 CB 553 Z‘it;;l 25053 71§6 8(7)1 g 0 0
4 cC 952 rﬁgl 25(518 71§5 8(7)0 2 0 0
1) e oms T sm 0 0
1] CE | s e st 7 0 0
i CF | s e 871 7 0 0
1] c6 | o e st 7 0 0
4] o | s e 871 7 0 0
1] da | s 6 871 7 0 0
4 ©J 553 Z(l)g;l 25053 71;I6 8(7)1 ? 0 0
4 CK 553 Zi)g;l 25053 71;I6 8(7)1 g 0 0

e Molecule 5 is a protein called Flagellar hook protein FlgE.
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Mol | Chain | Residues Atoms AltConf | Trace
5 | DA 402 gggagl 1520 51111 6(2)0 2 0 0
5 | DB 402 gggaél 1520 51111 6(2)0 2 0 0
5 | DC 402 53?51 1520 511]1 6(2)0 2 0 0
5 | DD 402 ggt;al 1520 511]1 6(2)0 2 0 0
5 | DE 402 gggl 1520 51111 6(2)0 2 0 0
5 | DF 402 gggl 15?20 51111 620 2 0 0
5 | DG 402 gggl 15?20 511]1 620 2 0 0
5 | DH 402 gggl 15?20 511]1 62() 2 0 0
> | DI 402 ggga; 15?20 511]1 6(2)0 2 0 0
5 | DJ 402 rggg?)l 18020 511]1 6(2)0 2 0 0
5 | DK 402 gSZagl 18020 51111 6(2)0 g 0 0
5 | EA 402 ggt;)l 18020 51111 6(2)0 g 0 0
5 | EB 402 ggg;l 1520 51111 6(2)0 g 0 0
5 | EC 402 ggg;l 1520 51111 6(2)O g 0 0
5 | ED 402 ggg;l 18020 51111 6(2)O 2 0 0
5 | EE 402 ggt;)l 18C20 51111 6(2)O 2 0 0
5 | BF 402 53?51 18020 51111 6(2)O 2 0 0
5 | EG 402 53?51 1520 51111 6(230 g 0 0
5 | EH 402 53?31 18020 511]1 6(230 2 0 0
5| B 402 53?51 1520 511]1 6(230 2 0 0
5| B 402 33?51 1520 511]1 6(2)() 2 0 0
5 | EK 402 33?51 1520 511]1 6C2)O 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
g FA 402 ggf’)%l 18020 51111 620 2 0 0
g FB 402 ggg%l 18020 511]1 630 2 0 0
g ke 402 ggt;;l 15?20 511]1 630 2 0 0
g FD 402 rgggl 1SCQO 511]1 6(2)() 2 0 0
5 | FE I I 0 0
g b 402 ’ggt;;l 18020 51f1 6(2)0 g 0 0
g kG 402 ’ggt;:)l 18020 51f1 6(2)0 g 0 0
g FH 402 ggt;)l 18C20 51111 6(2)O g 0 0
L F | e s e s | 0|
SR |0 e sn e s | 0|
P e s o s | 0|
g GA 402 rgggzl 18020 51111 6(230 2 0 0
g GB 402 rggg;l 18020 51111 6(2)O g 0 0
g GC 402 ggg;l 1520 511]1 6(230 g 0 0
g GD 402 rgggzl 18020 511]1 6(230 2 0 0
g GE 402 gggl 1520 511]1 6(230 2 0 0
g GF 402 gggzl 1520 511]1 6(2)() 2 0 0
g GG 402 IQSE’)ZI 1520 511]1 6(2)0 2 0 0
g GH 402 gggzl 1520 511]1 6(2)0 2 0 0
g GI 402 1;8?91 1520 511]1 6(2)0 2 0 0
g GJ 402 ggf’)aél 1520 511]1 6(2)0 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
5 GK 402 2959 1820 511 620 8 0 0
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green = 0, yellow = 1, orange = 2
28%

Full wwPDB EM Validation Report
A red diamond above a residue indicates a poor fit to the EM map for
68%

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

7%

Chain AA: T

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

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

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

3 Residue-property plots (i)

e Molecule 1: Flagellar hook-associated protein 2

and red = 3 or more.

Page 11

—— £z1a
[Srdan|
IﬁmmV 0 1211 952y |
Ia [] TTEA
z1e1 2% e
Loy | oy ¢ ﬁ i
ORED | 1971 76
1198 ¢ i 1
¢ 9THY — * et 08ea
p0TN o0TTL |
€021 9623 ¢ [ | ¢ 9.€71
[ eozd | | TToN $OTY 2oan | aued
¢ o mﬂmm k < | g0ty ] wmmm
& z011
ommn 28Ty 60%a — [ | mmS L9€3
\.m§ Hmmn wmg 963 SR 99€1
€811 1023 €071 ¢ iGN ¢
] 921 [ | ¢
0810 v 688 Tov o6l
[} v.23 [ ] 1 ¢ 1
S ﬁ omﬁ 88 THEN
BLIA Cowen p1EN
] L2 08ea = 12l ¢
89TV mﬂmc mmmo w&w
1911 11T
oo so0x suea ¢ i e
| 99Tl PLEd o] ¢ A
9918 N
] 59zA [ ] o ¢ 9021
09TI ¢ e omm._. 'z 5020 oﬂmm
1 gou 9981 = ¢ moS. zzgh
T e mesan = ¢ i 1
i 2l p9EN oY ¢ S6TT 61€4
e 0. | = $6TH
ST
0 EiAT | | e 19€) () IS 0Ld £6TH
SPL Zv11 e | o0g%ea = N [ | 611
www ¢ i 95231 0& &S mﬂ mmﬁm
[2Al “ ovid NMS 1GET % FED) mmg
] 68T —— [ ogex | n
5ge1 S ¢ 0s1d ommm
»9eN -4 691D
€ged 1871 % 1 me Mwmw
R B opn mEm
= ovN
ovel Ly o [} L eviE |
PPET wﬂwo @o mS mmS wmﬁ.
| eved £V71 < 811 wmz omﬁ
a3 a40)
TYER | TweL P ﬂE FS mmms
ovEL ovpd ce
[ | 67D — - -m> ge11 L2V
vees ) e | zemy | wied
[} mﬂﬂ. = M TETT €2
azel [ | [3) < OETL ]
[ | 1e% <L - 0421
e T ¢ ol
[ eren 82YS M < 9ZTA ¢
LTEA [} = | geis 09za
97€S €21 ° O 124 [ |

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 12

6773
el
EVVT

0vvd
67D

SEVH

CEVL

2

111

Flagellar hook-associated prote

e Molecule 1

29%

mo - e o
0 © © ~
= = = =

—
67%

7%

Chain AD

988
v8A

0. €83
z81
4

SLY

¢
¢

983

751

2ss

671

L2 4

9cd

<+
N
IIX:II

]
I3
=)

COOO 00O o

o
N
=

o
P
=l

881D
1818

08Th
6LT4
8.L14d
i ZA%

CTLIA
TLTI

L9T1
€9TV
LSTH

€SI

911

<

(4%
6ETH

LETD
9€Td
SETD

T€TL

6214
8CIs

€21a

LITL

CIil
TTId

COoTT
T0TD

S6A

{434

06Y

|
£0€d
108d BEL
|
00gd
o
862V E=m
i 80%D
€621
1 LOBY
e [ somn
sova
¢ |
10%a
¢ |
Y6EA
8920 | |
1923 68€)
| e9zL |
59T 98€e1
[ | 38€d
9523 | |
[ | [
£5ZL | 18en
[zge1 | 08ga
Coser son
8LEA
672D Luer
[ ] 9L81
svea s.ed
$Hel | |
£HTA 69EN
| |
szed S9EA
Z44 1 | |
| sgen 98N
zTTA | |
0 1221 93€e)
SSET
R I
¢ o 9veT wﬂ«:
STCL Sved [}
v yoer .
€TalL eyed ZHd
| | ]
0tTea ovel 8ehy
|
sEvH
|
ZEVL
€%
62v1
8THS
LTHN
[ eTys
STYA
vTvs
£2H1
| eev
2%
|

m 2

Flagellar hook-associated prote

e Molecule 1

6%

23%

73%

Chain AE

<>

€83
6.1
SON

691
8sd

9G)
T8
87D
54728
6EY
LD
0geT1

LTy

o

o <
N
o

SO0 oo

0 96TL

2¢8TA
1811
0810
6LT4
8.L14

SLTA

€LTH

69TV

L1971

09TI

ESTH

TSTL

%11

0v1d

8ETY

0 zeM
0 T€TI

6274

€21a

0zTh
6114

09ed

85ed
LSET

9%eI

oveL

(42591
TIEV

Ll

i 2kacy
€Le1

TLeH
0Lz1

T9cvV

8GCA

€9CL

0S2I

L¥Td

vvel

8E€TH

9€CI

0€TN

8zeH
Leey

ey

oo

LS

CSYN

0S¥1

SYPL

6£7D

SEVY

CEVL
TeYd

514728

STYA

0Ty

811

157208

1357
OTHN

807

L

YovI

To%d
00%a

86€1

veen

T6EY

68€Y

98€T

LLET

69€N

99¢€1
S9EA

€9€L
29€1
T9EN

n 2

Flagellar hook-associated prote

e Molecule 2

16%

80%

8%

Chain AC

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 13

[e141s]

00TL

T
0.4

994
791
TON
Eid
SYL

791

O%N

0 120

LT0

@ 0O & o

TLCH

6920

98TY
SSTL

2STT

Lyed
ovey

evCA

8€TH

6221

Leey

€LTH

09TI

LST4
9STI

ashics

TSTL

91T

6274

9CTA

€21a

8¢S

SCYA

LBEX

£8€d
28€N

T2el

(45581

< & <&

00€d
66CA

6773

ela74
SYYL

e Molecule 3

eVP1
[440]

6£7D

Tevd
0EYQ

m 3

Flagellar hook-associated prote

36%

64%

Chain BA

&)

144

8
LW

Teey
0€za
621
8¢TV

[44a)
jx44c

8TCN
STCA

9021
S0za

20TA

66TN
86T

2818
LLTY
SLTL
CLII
TLIA
OLTH
69TL
8914
L9TY

€970
29Th

6GTS
9G1D
(415
0STL

(0745')
6ETA

YETR
€eTYd

¥Zr1
8TTH
PITT
(438"

80TV

S+ WO 0B
o o oo o Bl
OO0 OO0 0
LB Aso8En

TOEA
L6271

£62b
6T

68CS

98TA
S8CS

€8TM
28ca
T8CA

6.LTA
821

LT
cLeH
6921
89V
L9924
€921

0921
6521

L8271
96cd

€5zh
0S21
oA
{444\

LETA
9€TT

e
€ECN
CeTL

STET
1ed

n 3

Flagellar hook-associated prote

e Molecule 3

29%

71%

Chain BB

9CIN

TN

A%

0TT1

L0TH

ced
160

081

618

PAZA
i\

vve1
eveh

LETH
9€TT
SETH
vecy

TETH

62CI

geed
[444:8

ozea
6TCN

1121
7021
€0CH
20T

00271
66TN

S6Ta
LLTY

SLTL
V.L1H

TLIA
O0LTW

S91Q
T9TL
09TA
6STS

YSTH
€STA

vviv
Il

8€TD
LETY

SETI

€ETY

43300]

OTEN

90€d

voed

00€S

8620
L6271

620
€620

062X

§8CS
782N

Flagellar hook-associated prote

28ca
S.L2TW

cLen
| 9X4]

6921

e Molecule 3

1,924
09271

952

m 3

23%

77%

Chain BC

(5414
8vh

0EN

8¢d

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 14

voed
00€s

862h
1621

€620
T6TH

88CS
982A
€82M
6.LTA

SLTH

€520
6%Ca
L¥2d
vecy
021
86TH
261d

0673
68Td

98IN
€8TI
8L10

SLTL
YLIH

TLIA
8914
791
T9TL
S¥1d

T71L

GT€T

€1ed

e Molecule 3

T1€S
OTEN

LOEN
90€d

n 3

Flagellar hook-associated prote

28%

72%

Chain BD

CTIN

8TTY
L1TI

42!

0TTT

1074
90Ta

2011

869

964
z6d

z8b

6€d

9€EA
SEY

T€S
8zd
el
CIN

64

LW

7S

[4:4

(434N

ogea
6221

[44a)
Teed

STCA

(424}
1121
(%4
602V

€0CH
[44

0021
66TN

¥8TL
€811

T8IN
0874

LLTY
9L1D

TLIA

6971

€9TH

1971

¥STH
€STA

TSTD
0STL

Ly1a

2441
4

{4745

(0458

9€Td

€ETH

621a

iZ4a%¢

11

9TEN
LOEW
€0EL

00€s
662y

S6TV
¥620

T82A
L924
521

15:143)

Si4cs

Flagellar hook-associated prote

Lycd
9YCA

e Molecule 3

v
even

0¥
6€TS
8ETN

SETH
vecy

3

26%

73%

Chain BE

LETV
9ETd

PeETA
€ETH

621d
8CTL

SCTV

1211

8TTH

OTTT

S0Ta

€0TS

€631

160

68L
88h
181
98Y

8L

LST1
9623

STl

0521

PAZ4:S

€%CA

LETH

vecy

T€TH
ogea

g€eed
(4495

0zzA

STCA

(454}

1024

66TN

L6734

98TN

0874
6.L71

9.L1D

LITV

S91a
79TA
€9Th

9GT1D

¥STH
€GTA

TSTD

L71a
ov1d
S¥1d

(045}
6ETA

*

OTEN

LOEW
90€d

Yoed

20eN

00€S

Flagellar hook-associated prote

862h
L6271

£62b
98¢s

182
08za

9.TS
SLTH

T92a
0921

m 3

e Molecule 3

25%

75%

Chain BF

1911

9G1D
SST1D

[415]
TS1D

Ly1a

0%TX
6ETA

LETY

YETA

81TY
L171

P11

20T

66N

160

0LL

894

994

791
e9v

(0%:4

i 7kd]
€LT1

TL2d
0.L2D

892V
1924

992d

%521

LyTy

7¥C1

eveN
TN

€ETN
cEeTL
TETH

[Slaay
8¢y

seey

€121

11271

602V

0Ty

7021
€0CH

00271

1674

98TN

78TL

6LTI

CTLTI
TLIA

69TL

€910
29Th

L1€4
1D
T1€S
80€b
SO0€EL
coex
1621
v62h
1821
T82A

8.TT1

n 3

Flagellar hook-associated prote

e Molecule 3

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 15

33%

—
67%

Chain BG

L6V
761

zced
160

681
880
181
S8L
€8A
4:1]
188

8.8

w0 ©
S
= M|

L
TL0

) 4
190
LSV

730

(43

cva

0o¥s

€0CH
{448
1024

66TN

6LT1

9.1
SLTL

CTLTI

OLTW
6971

€910
T9Th
T9TL
09TA

8GTH
L8134

S¥1d

V1L
(0749’8

8€TD
LETY

eeTyd
2ETD

621a

CTIN
1211

8114
L1TI

49!

13344
0TT1

0 90Ta
€0TS

86D

L1€Y
1ed
€1ed
[45°9
OTEN
LOEW
00€S
18I

782N
£8TM

182A

SLTH
§7X4i]

L92H
€921
0921

LST1
9623

PAZ4:S
€vCA

8ECTN

9€T1
SETH
234

0 zeel

Teeyd
0€2a

Flagellar hook-associated prote

0 8zTY

m 3

e Molecule 3

26%

74%

Chain BH

(4431

0TTh
611a
81TY

STTD
YITT

CITL

OTTT
L0714

160

681

98V

€8A

188

TL0

894

994

by
©
=

[4°2

8sd

9S50

st

TGA

67V
8¥vh
LYS

472"
€vd

ey

90

7S

29Cs
19za

Phgat
9€TT
SETH
234

[4%AN
TETH

Teed
STCA
(455}
€0TN
66TN
681d
98TN
¥8TL
08T4
6LT1
8LT0

TLTA
0LTH

L

8974

9918

1971

YSTH
€STA

TGTD

67TV

Ly1a
ovTd
S¥1d

(4745
1711

LETY
9ETd

YETX
€ETY

£1ed

T1€8

S0€L
voed

26CTH

88CS

£8CM

18CA

e Molecule 3

6.CA
SLTH
T.20
L92d

€921

in 3

Flagellar hook-associated prote

22%

78%

Chain BI

€LTD
CTLTI
TLIA
OLTH
8974
9STH
S¥Td
TPIL
ovTA
B6ETA
LETY
€ETY
8CTL
STT0
¢TIl

1074
90Ta

70T

20T1

20eN

£62b
26T

88CS

98CA

T8CA

6.LTA

SLTH

TL2d

1924

92D

88TA

€8TI

6LTI

9.L1D

< w0 ©0
o O O
MmO 0
BB A

in 3

Flagellar hook-associated prote

e Molecule 3

25%

75%

Chain BJ

921
SeH

144

61S
8TIN

N [ |
g &
=]

Sy
0

€921

LST1

¥5¢1

15:143)

6%cd

PAZAS
9%CA

TveN
9€TT
CETL
6221
144 )
€0CH

0021
66TN

SLTL

€970
[4343]

OSTL

8ETH
SETI
€eTyd
L1TI
€11d
L0TH
901d
S0Td

€0TS

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 16

n 3

Flagellar hook-associated prote

e Molecule 3

71%

Chain BK

1211
0ZTh
611Q

ord

TN

62CI

seev

Teed

GTCA

€121

7021

86TH

98TN

78TL
€8TI

6LTI
8L10

9.L1D
SLTL

*

€LTD
CLTI

69TL
8914

$91d
€970
29Th
T9TL
09TA
6STS
YSTH
TST1D
Ly1a
441

B6ETA
8ETD

9€Td
0ETD
7211

CTIN

90€d

v0ed

00€s
662V
862h
L6271

S62V

Flagellar hook-associated prote

€620
26CH

€82M
B6.LCA
SLTH
T.20
6921
99za

Phzat
9¥TA

¥9e1
€¥en

n 3

e Molecule 3

<

)

I

R

©

~—

N

m

n
X
©
—

A

]

o=

<

ﬂhu

vex

0EN

921

<
s}
ISI

ccd
ey
0zd

0
—
=

CCTH
1211
0zTh
611d

OO & VOO PPO O 900000 o

L1TI

0 1T

g

0 TITY
¢

L0TY

181

< & <&

S8L

4:0]

i

<>

GTCA

11271

9618

T61d
061d

98TN

OO0 & OO

¥8TL

coexn

L 4

i <+ W O~
ol ® 90
N AN NN
- o< <JdC

oLy

892V

0921

1821

ool
o
N
=

4

0
o
[
o

448

cTe -
1223 OTEW
omoE o

0 612N ]
voed

in 1

Flagellar hook-associated prote

e Molecule 4

25%

75%

Chain CA

6SGTN
8STA

TST1
0STA

LYTL

SYIN
Y14

CYIN

[04%¢
LETY
€ETT
0ETH
0g11

6TTL
8TTh

911S

TTT0
OTT1

801D

VOEY

(403
TOET

662D

S624

1824

0821

8.2

€924
2920

092X

7vC1

{4448

vecL
€ETA

0€TY

8¢aL
Lge1

veel
0zzd
STCA
€1CA
S02T
86171
98TH
€8TI
6.L11
9LTI
CTLIX
0LIN

L9TV
99TA

2¢oTI

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 17

0T¥%d

80¥%

S0%D

96€d
S6€T

26€EX

06€d

S8eY

08EN

8.LeY
LLEL
9.€4

YLEN

CTLEM

89¢ed
L9€4

S9€T

€9€X
29ea
T9eL
L9€3
0SeV
9vEN
8EEN
SEEA
veen
€€€ed

8¢€d

9zea

81€ed

STEN
Yrel

[42:)]

OTEN

Sso0ed

S%S1

TESA

9zsh

€2¢5D

Tesd

€TSA

808931

Y03

TOSN

68¥%L

8L¥A
LLVY

SL¥N

L9¥A

S9%S

€970
2971

0971
2sva
9v¥A
£7¥a
LEVY
9EVH
SEVY

YevI
£EVI

Tevd
0ETN

8TYA

154728

6T¥N

9T¥d

YT

11%s

€654

m 1

Flagellar hook-associated prote

e Molecule 4

25%

75%

Chain CB

8¥1a

17451

T7IA

LETY
9€TA

€ETT
CETV

0€TY

L21d

vy

T2TA
01T
6TTL
8110
L1TT
9118
STTL

ETTA

TTTD

2ot

181

08N

LeN

j£4\

611

1621
,82d
7821

0821
6.2S

L.2L
v.L21
0,21
09Z&
69cy
85CA
€5¢d
8¥cd
9ECTA
€ETA
TETN
L2271
STCA
6021
S021
{44
€6TY
S8TYH
€8TI
9LTI
CLIX
99TA
C9TI
L8TD
$ST0
2STH

671D

14478

154728

9T¥d
157208

€T¥1
(4572

00%A

96€d

veed
€6€T

88ed
18€%

6.ed
8LEV

9.,€4

v.LEN

CLEM

S9ET
voed
€9€X
29ed
T9€L

63eb

LSEN

LEES

€€ed

6CES

Leed

cTeN

8Ted
LTEX

€T€H

80€V

TOET

S62H

E€7SN

14778

1

6%51

e Molecule 4

L%SQ

m 1

Flagellar hook-associated prote

21%

79%

Chain CC

wmﬁH
€ETT
0ETYH
very
TCTA

8TTh
LITT

P14
OTTT

90TT

82N

~
]
=

LH

SI

€8

8621
,82H
S8CL
€LTH
0,21
8921
74 4
9GclL
TSev

24|
(444!

Te€CTN
0ETY
6CCH

[axan
TICH

80¢d
L0TS

S02T
00za

96TN
S61d

98TH
818
1814
SLTD
TLIN
6GTN
S91a

€51a
C¢STH

0STX
6710

LYTL

75ea

CSGEN
TSed

8veT

8EEN

SEEA

€T€H

80€V

€0€T

TOET

0SS

TESA
0esh

Tesd
LTSN
S18D

1150
01sb

9081
20SA
6670
€674

06%S

m 1

Flagellar hook-associated prote

e Molecule 4

23%

77%

Chain CD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 18

98TH
6.L11
SLTD

TLIN
0LIN

99TA
8GTA
9GTH
€91d
LYTL
v1d
iads]
(4743}
0711
LETV
0ETYH
Lg1d
T2TA
STTL
€TTd

0TT1T
60TS

9071

064

€eed

81€d
LI€X

L0€a

€0€7T

00€d
662D

962N

z6ca
1621

,82d
9824

8.TH
LL2L

0L2I
vocy
8GCA
oy
¥ve1
S€TT
CETH
Te€TN
0ETY
6CCH

j444%

[444]
T2ea
ozed

STCA

€TCA

ey
0TZN

80cd

S021

68TA

0S¥

8¥¥l
LYPQ
7478

(4747485

ov¥s
6EYd
8EYS
LETY

SETY

£eva

Teva
0EVN

LT¥A
9T¥d

454"
11%s
90%Y
2ovA

T0%L
00%A

86€T
L6€D

9.€4

cLEM

€9€X

T9EL

8GEA

g9g€es
¥sea

0sey
6VEL

oveEN
TVEN
6EES

8EEN
LEES

CSSI

8¥SV

S%S1

T9SL

TESA

623h

Lesy
9zsb

VTSN

Flagellar hook-associated prote

[44°)8
T2sd

LISN

€0SA

6670

€674

£8%S

9.%a
SLYN

€LVL

2870

SSPN

e Molecule 4

E€GPN
¢sva

m 1

25%

75%

Chain CE

LETV

YETI

0eTY
62TV

L21d

{4

0ZTT

STTL

TTT0

L0TS

08N

9.4
SLT

CTLL

-
~
—

69V
890

994

S6Td

€811

08N
6L11

LLTV

0LIN
6971

L9TV

S9TS

09TI
B6STN

951X

$ST0

cseTd
TST1
0STA
6710
8¥1a
LYTL
9¥IL

TPIA

L8€%

S8EV

T.LEN

CTLEM

89ed
L9€4

S9€1

8GEA

§9€s

TSeN

vvex

6EES

SEEA

111

€€€d

TEED

62€S

12€4

gcen
YTed

(443}

81ed

Y1el

z1Ed

0TEN

S62H

1824

%821

LLTL

S.21
v.21
€LTA

092k

Eig

2sva
T6¥%S

8EVS

9ETN
SEYY

€EVE

Flagellar hook-associated prote

1

e Molecule 4

27%

73%

Chain CF

8¥1a
SPIX
B6ETD
9ETA
YETI
0ETY
121d
seTd

T2TA
01T

L1771
€174
0TTT
661
964

441
160

684
884

08N
994
€SM
6EL
9€Yd
Tl

8TV
L1V

EIN

N N N
=nn ==

0L21

7SCL

¢s5ca

0ses

¥9e1
£%2h

TETN

Teea
ozzh

712D

(4548

6021
80Td

S02T

86TT
L61a

S6Td

68TA

98T

6LTT

TLIA

CTLIX

0LIN
69TI
8910

99TA
§9TS

2971

0911

8STA
LSTD

$ST0

2STY

0STX

€6€T
(4358

28€L

9,84

vLeEN

(43748
6871
S8%A
42178
18%1
08%L
6.7V
LLYY
9.7
SLYN

697D
89¥%A

S9¥%S
(448
651
9G6¥%D
SGPN
it
8¥¥L

9vA
SYva

67
8E¥S
LEVY

TEVE

8TV

j7478
€2va
(447
TevI
(44

9T¥%d
STHY

€171

T1%S

T0%L
00%A
66€X
86€T
LBED

€654
CGSI

6791

S%9T

pRact

¥ZsN

0zsd

ST9D
188

€674

m 1

Flagellar hook-associated prote

e Molecule 4

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 19

29%

71%

Chain CG

TvIA
0%TT

LETY
9ETA

PETI
€ETT

0ETY
62TV
82TV
421d

TCTA
0211

8TTd
L1771

€174

0TTT
60TS

861

96d

450

16D
064
684

8L

S81
6.0
994
SoY
90
8SGA

0%I

LED

SEL

8¥cd
(474
€ETA
TETH
TETN
1221
j4a%
Tgea

c¢rer
TTCY

6021
80T
PR A
0zh
002a
86TT
161Q
96TN
S6Td
98TH

08TN
6LTT

SLTD
YL

TLIN

69TI
8910

99TA
S9TS

2911

8SGTA

9S8TH

€STa

0STA

8¥1a

CYIN

veed

z8eL

8.LEY

9,84
SLEL

CTLEM
voex
09€V
TSEA
9veN
vvex
6EES
€€ed
62€s
8zced
Lzed

€cen
oTeN

81€ed
1€l
80eV
T0€T
1621
962N
S62H

€620
z62a

1824
6.2
.21
€LTH
cLTa

T9ZA
092X

PASIAR
9521

96%S

€673

06%S
6871

€LVL

L9YA

9EVN
SEPY
YEVI
€EVH

0EYN

8CHA

9THA
STYN
449718
114728
91vd
(45728
(0] 574¢8

€0%D
20vA

66€X1
86€T

CTSSI

0SST
6%ST

L%Sa
9%Sd

vy

TESA

6250

PRact S

1254

e Molecule 4

6150
20SA

6670

in 1

Flagellar hook-associated prote

19%

81%

Chain CH

9zTTN
0TZN
00za

761S
€61V

S8TH
€8TI
LLTY
6911
S91S
2911
0STX
9ETH
CETY
E€CIN
9011

861

180

LLD
9.4

CTLL
69V

994
S94

Y9I
9gY

8CN
LN

44\
611

(431

91€d
0TEN
00gd
S624
z¢62a
1621
0620
0821
eista g
(AN
€g9ed
eV
8€TH

vecL
€ETA

62T
8¢cTl

€€ST

TESA

6250

0zsa
615

LTSN

GT9D
1150
20SA
T6%L
L8YN

8LV

9.%Q
TLY

697D
89%A

YOTN
€970

677D
478
6EVH

SEVY

€EVH

STYN

474e8

(444

01%a
607N

(4028

66EN
86€T

9.e4
SLeLl
v.LeEN

1

6%ST

S¥ST

e Molecule 4

E€PSN

6EST

in 1

Flagellar hook-associated prote

25%

75%

Chain CI

68TA
L8TL
98TH
S8TH
781S
€8TI
z81h
1810
8GTA
SSTa
vvid
0ETH

9071

62€S

80V
voey
€0€T
(404
TOET
824
€821

6.2S
812D

§S.21
.21
€LTH
0421

€923
2¢9za

SS2H
2sca
TETN
el
0zzd
€TCA
0TZN

66711

L6170

S6Td

9S¥D
SSPN

2sva
T8%S
0S%a

ov¥s
LEDY
9EVN
SEVY
vevI
eV

STHN
449718

114728
81¥S
LI¥A
9Tvd
=1572:8

LO%D

S0¥D

2ovA
TOvL

66€X1
86€T

96€d

€6€T
c6eN

L8e)

VLEN

TLEM

19€4

S9€I

LSeX

2SeEN

0Sev

€€ed

0€eT

20SA
6871
€8¥S
8LVX

9.%a
SLYN

TLYN

89%A
L9%A

79PN
€970

T9%a

6SPT

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 20

in 1

Flagellar hook-associated prote

e Molecule 4

24%

76%

Chain CJ

6STN

STy
TST1

8¥1a
ST

fi411]
CYIN

YeTI

110
0eTYd

L21d
verv

0211

8TTh
L1711

60TS
450
160
684
8L
9.4
993
S94
90
€GM
[via%

oey
SEL

9T

= n 4 == =

00€d

8621
L6TL

S624

262a

1824

8.LZH
LlegL

.21
021
S9TV
9Ty

€923
292a

09CA

8SCA
TSevY
vve1
eV
T€TN
veel
0zzh
414
€TCA
{4549
012N
96TN
68TA
€811
6L11
LLTV
VLI
TLIN

6971

(944

4548
€1PT

607N

00%A

86€T

S6€1

zeeNn

88€d

S8EV

T8EL
08eEN

9,84

€L€0
cLEM

89€d

99€A

€9€X

09€eY

LSeX

75ea

0Sev

TvEN

LEES

GEEN

0oger
6C€S

Leed
9zea

T2ed

60ed

90V

TOET

¢SSI
6751
S%9T
Tyaey
GESN
TE€SK
6250
0zsa
LISN
¢1ss
6050
£67)
£8%S
6LYY

TOVN

eV

8TV
LTV

STYN

e Molecule 4

€2va
(4478
TevI

in 1

Flagellar hook-associated prote

26%

74%

Chain CK

4]
TYIN
TVIA
8€TH
0ETY
121d
erqics
Aa%!

TTT0
0TT1

L0TS

20T

o
[}
I“]

6.0

LLD

9.4

ELN

994

9€Yd

0EN

921

€es
(44N

611

910

T

€8C7T

08271

LLTL

LT

TLed
0421

65TV

S€CT

€ETA

6CTH

pXaas
9gTN

0zzh
cieI

TTeH
0TZN

802d

8611
1610

S61d

68TA

98T
S8TH

€8TI
z81h

6L1T1
8LIN

9918
8STA

7310

2STH

0STA

8¥1a

SYIX

>

14478
€Cva

LIVA

STHY

(157408

1154

T0%L
00%A
66€)

96€d
S6€T

€6€T

€554
CSSI

0§57

9%S4d
S%91

TESA
0€sh

pRa:t:|
9zsb

VTSN

[44°)8
1254

6150
81571

1150
01sd

€674
2671

06%S

Flagellar hook protein Flgk

8873
8%
£8%S
8¥A
6.LVV

TLVA
TLYN

99¥N
09%1
157D
SSPN
et
E€SPN

Lvva
ovvA

£vva
1574728

8EYS

e Molecule 5

18%

82%

Chain DA

€9€S

ogea
62€D

T1€T

60€d
€0€X
€8CA
LLTV
€LTN
89zh
L9zb
992

0921

8924

£5CV

TSN

4418

LETT

SETH

Tecd

6221

L23TL

86€T
S6€T
88€I
8.Led
0Led
L9€7T

99ed
S9EN

Flagellar hook protein Flgk

e Molecule 5

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 21

15%

85%

Chain DB

85¢d
L¥Tl
6€TS

€€TH
CTETN

0€TH
L02M
6614
S6TW
6810
081X
8LIN
€L1Q
0LTS
¥91d

6318
8GN

SSTI

6VTL
8¥IL

SYIV

EVIN
(4458

S21d
¥C1d
€CTL
STTT

L0T1

007N

96EN

T9Cs

Flagellar hook protein FlgE

e Molecule 5

17%

83%

Chain DC

pXaan
9¢Ts

1121

60CA

L0TM

S0ZN
v0ca

T0ZH
00zA

96TN
S6TI
v61Q

T6TN

6810

1810

7811

0813

89Td
L9TL

¥91d

8STIN

€STH

SYIV

LTI

S¢1d

veid

€CTL

264

£8Y4

£La

(4!

671

TV

L

06€L
CTLEN
0Led
99€d
09€T
vveT

Le8b
9€EL

CTEEN

0€eq
62€D

0TEA
60€D

L0€d

§8¢d

Flagellar hook protein Flgk

€8CA
08zd
6N
8.T1L
LTy
892h
L92d
99CH
§92s
¢9cd

TSN
0821

LYCL
izan
9€CI
SETH
YETN
2ETN

6221
82Tl

e Molecule 5

16%

84%

Chain DD

802V
Lozh
9023
SO0CZN

£02)

T0CH
00zZA
6674

S6TH

€6TH

6LT3

9.L1S
SL1a

€L1a
6974
891d
L9T1
99T
¥91d
6GTS
8YTL
SYIY
EVIN
1271

¥21d
€CTL

0CTV

L0T1

76s

TLT

891

LSL

(4}

ova

0%y

69€4
89€S

99ed
Y9EN
09€T

eeem
CTEEN

scel
60€D
SOEN
T6CA
1820

g98¢d
8¢

692N
892h

99CH
859¢d
€8TV
0821
S¥CI
6€CS
8ecd

LETT

TETN
T€cd

seey

€120

T2l
0TCA

Flagellar hook protein Flgk

e Molecule 5

16%

83%

Chain DE

T6TN
061D

,81d

S8TA
08T
8LIN

LLTX
9LTS

¢ _SwoN®0 o
W0 @O ©(© © © © MmN
=] | R )
C AMXEAR A

2STs
8YTL
SYTV
9ETI
S¢1d
¥Zrd
€CTL
L11D
PIT0
OTTH

80TA

€0TH
20ta

699
891

671

oV

v

911

[4o4s
86€1
6.€4
89€S

TGEN
0S€D

CEEN
8zeb
60€b
SOEN
06ZS

S8¢d
782x1

282D

08z
6.LZN

LLey

9gey

TSeN

L%TL

LETT

Te€cd

6221

Leel

CTCH

Flagellar hook protein FlgE

0TZA
60CA

L0TM

T0eH
00ZA

86TA

e Molecule 5

96TN

85%

Chain DF

66EA
86€T

S6€T
0.Le3
89€S
€9€8

89€D
LGEN

STEA
60€D
2oEN
0628
S8¢d

282D

Flagellar hook protein Flgk

08zh

892h

29cd

¥5eL

T9eN
0seI

€vTA

6221

praan

e Molecule 5

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 22

16%

83%

Chain DG

ToTH
00ZA

86TA
L6TA
96TN
€6TH
061D
181Q

G8TA
¥8TL

LLTR
6974
€9TA
T91d
8STN
GSTI
8YTL
SYIV
2574971
8zTh
S¢1d
¥C1d
€CTL
121l

STTT
110

80TA

€0T1d
zota

v6s
891
(44

v

covy
6.84
YLEN
89€S
09€T
0S€D

LYEY
9%eL

cEEN
62ED
viel
60€D
SOEN

§82d
v8ex

08zb
§.¢1
69N
892h
2920
99TN
€¥TA

LETT

SETH
veN

6221

Flagellar hook protein FlgE

Leel
9¢es

eced
S8

0TCX
60T/

L0TM

e Molecule 5

16%

84%

Chain DH

6221
LgTl
L0ozh

v02a
€0TY

S6TH
T6TN
6810
S8TA
S.1a

891d
L9TL

S97S

191d

6GTS
8GTN

GSTI

E€STH

EVIN
(474!

6ZTh

veid
€CTL

ETTH

S64
76S

781
9.1
VLA
TV
611

SIN

20vy
86€T
S6€T
6.4

89€S
L9€T

LSEN
zsed
S%€D
TEEN
TTEN
60€D
voes
T0ED
T6CA
1820
§8¢d
[4:143)
182N
08zd
€LTN

892h
192d

2924
0921
PAS(AN
i AN
evCA
6ETS
LETT
veTN

0€TH

Flagellar hook protein Flgk

e Molecule 5

20%

80%

Chain DI

8LIN

891d
L9TL

791d

291d
191d

LSTT

SSTI
STd

VTN
EVIN
LETL

8ZTh

9CTL

¥21d
€CTL

STT1
i4211]

80TA
S0TY
860

v6s
€64

188
980

8.0
LLS

671
oA
evy
(458
444

911

86CL

v6TN

T6CA

182a

¥8ex

182N

LLey

S.2I

292d

S9¢S

c9cd

LSTl

TSN

6¥CL

oveL

£vCA

L€TT

6221
8¢TL

92Ts

oN < WO N~ 0 ~
N AN ANANA N
FEMA=Z@E< A

00ZA
6614

T6IN
1810
981X
S8TA

0814
6LT4

S6€7T

6.4

T9€d
09€T1

SEEV

Flagellar hook protein Flgk

£EEM
TEEN

SeeT
viel

60€d
80€d

TOED
00€A

e Molecule 5

11%

89%

Chain DJ

SOEN

06ZS
68CA

¥8ex

08zh
6.L2N

99CZKH
S92s

6€TS

0geH
6221

92Ts

60CA

Lozh

00zZA
6614

S8TA

08T

8LIN
LLTK
9L1S

YLTY

6974

¥91d

8Y1L

62Th

STT1

26€d

6.€4

0Led

99ed

09€T

LSEN

vsex

¥ve1

Le€D
9€EL

Flagellar hook protein Flgk

e Molecule 5

20%

80%

Chain DK

€6TH

T6TN

88TS
181Q

S8TA

€8TA

B6LTN

TLTA

891d

99TH

09TL

8STN

9STN
SSTI

RLDWIDE

E€STH
0STL
Ly1S
57497
[41:]

€073
cota

664

€64
264

YLA

0,4

891

29a

oV

v

911

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 23

CEEN

vier
€7D

L0€d

SOEN
voes

18za

8LTL

9.TA

LN
€LTN

0.21
692N

292d
99CZKH
S92s
2924

0921
69CS

TGN

SYCI

E€VTA

SETH

Tecd
0ETH

82Tl
Leel

j444%

zeed

CICH

60CA
80Ty

00zZA
6614

LBTA

veer
£6€h

06€L
68€Y

6.L€4

S9EA

09€T

LSEN

£7€1

1528

8EEV

e Molecule 5

9€EL
SEEV

Flagellar hook protein Flgk

16%

84%

Chain EA

86TA

S6TW

T6IN

88TS
181Q
98TX

081X
B6LTA
8LIN
LLTR

6914
891d
L9TL
99TA

6STS

LSTT

SSTI

8YTL
L7118

S2Td
ve1d
€CTL

664

covyd
1071

69€3

S9EA

85€D

8EEY

9€eL

60€D

L0ED

g8¢d
8Ty
€8CA
[4:14%

Flagellar hook protein FlgE

08zh
€LTN
1920
95ev
LETT
€€2H

o€y
6221

€1ea
0TCA

80TV
L0Th

ToTH
00ZA
6614

e Molecule 5

13%

86%

Chain EB

eveh

veTN
€€TT

praan
912a
v1es
9023
€0ey
002A

96TN
S6TH

€6TH
6LTX
8LIN
LLTX
191d
67T

VT
744 4

8ZTh
92Tl

L11D
9TTL

L0TT

T0%1

26ed

88€I1

T8EA

6.LEY

0Led

99¢ea
SG9EA

€9€8

09€T

LSEN

CEEN

STEN

60€D

€0€X

€6¢I

§8¢d

182N

€LTN

792N
€921

0s2I

Flagellar hook protein FlgE

e Molecule 5

13%

86%

Chain EC

cced

CICH

0TCA

P4

T0CH
00ZA

86TA

T6TN
061D

8818
181Q

LLTK

991X

8GIN

SSTI

LY1S

SYIV

L2T1

ETT

80TA

€073
c01a

169D

S64
76S

188
98d

VLA

oL

671

evv

€S

0%y

76€1

26EQ

06€L
6.LE4

0TEA
60€d

SOEN

€0€X

9620

182Q

§8¢d
78T

28TH

Flagellar hook protein Flgk

08zh
LN
TLTD

892h
2920

6€TS
€€TT

0€TH

e Molecule 5

15%

85%

Chain ED

ceed

€120
CTICH
112l

60CA

LozM

00ZA

86TA

S6TH

6LT3

LLTX

89Td

9914
6GTS
SGTI
SYTIV
EVTIH
S¢1d
¥Z1d

€CTIL

STT1
i411]

80TA
76
T6A
S8A
781
£8Y
891
87D

cvd

€ESs
(451

86€T
£6€b
68€)
08EN
S9EN

T9€d
09€1

LSGEN
wve1
CEEN

60€d

L0€b

SOEN

Flagellar hook protein Flgk

€0€X
€621

S$8¢d
¥8ex

¥LeN
€LTN

L9zd
€921
1928
s¥cI

€ecd
CTETN

0€TH
6221

e Molecule 5

10%

90%

Chain EE

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 24

182N
08zh

192d
¥SeL
6€ETS
€ecd
0€TH
T2l
902d
€021
00ZA

86TA
LBTA

98TA
08T
LLTK
6STS
6VTL
(4749

¥Z1d
€TTL

ETTN
OTTH
664
264
0.4
7oL
8sd
oV

(48

0%y
86€T
¥6€1
8Lgb

69€4
89€S

£7e1
CEEN

8zed

Flagellar hook protein Flgk

e Molecule 5

16%

84%

Chain EF

0T
90Ta

20TL
00ZA
S6TW
T6IN

181a
98TA

LLTA

89Td
L9TL

6STS
8STN

8¥TL
SYIV

EVIN
[44%9¢

0€TD
S2Td
¥Cid
€CTL
$TT0
80TA

664

v6S

188
980

0.4
7oL
991

671
87D

TV

[0S
veel
06€L
z8eb
8.eb
TLET
CEEN
60€D

80€d
LOED

SOEN
voes

00€A

182a

98¢d
78T

[4:14%)

Flagellar hook protein FlgE

08zh
€LTN
692N
8920
192d
09271
¥9eL

S¥CI

6€TS
8€cd

€€Td
[4%4\}

0€TA
6221

€72a

e Molecule 5

14%

86%

Chain EG

00zA

€6TH

T6IN
061D

1810

S8TA

6LTN

LLTR

YLV

6974
89Td

991X
8STIN
GSTI
EVIN
S21d
¥C1d
€CTL
L11D
9TTL
STTT

S0TY

€073
cota
TOT1T

664

S6Y
76S

T6A

S8A
781

0.4

o¥va

TN

covy
66EN
€60

6.LeY
8.0

L9€T
vveT
STEA
60€b
SOEN
S.TI
€LTN
TL2D
892h
T9Cs
8924
PA/AN
(4448
6€TS

0€TA
622T1

L0TM

Flagellar hook protein FlgE

e Molecule 5

15%

85%

Chain EH

112l

80TV

9023

€0TA

00z

LBTA

S6TH

T6TN

1810

S8TA

081X
6LTY

LLTK

YLV

8YIL

SYIV

EVTIN
[474%!

LT1D
9TTL
STT1
ETTH

L0711

20%Y
T0%1

6,84
TLET
09€T
csed

Legb
9€eL

0€EQ
8TEN
STEA
60€d
S0EN

9620
S6ZN

$8¢d
78T

282H

Flagellar hook protein Flgk

08zh

€LTN

1A%

EiZay

evTA

6€TS

9€CI

CTETN

0€TH

e Molecule 5

14%

85%

Chain EI

SO0CZN
€02y
96TN
T6IN
181Q
6LT4
918
6914
SSTI
E€STH
SYIV
LETL
S¢1d
¥21d
€CTL
L11D
i421]
80TA
S0TY

€074
2ot1a

86€T
S6€7T
6.€4
VLEN
S9EA
09€1
vsen
STEA
60€b
$8¢d

182N
08zh

€LTN
€921
T9¢s
6€CS
9€CI
2eTN
T€cd
0geH
ezl
vies
60CA

9023

Flagellar hook protein Flgk

e Molecule 5

13%

87%

Chain EJ

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 25

6SCS

¥SeL

[44AN

LETT

€€TH

6221

612V

91ca

60CA

Lozh

T0CH
00ZA

86TA

T6IN

88TS
181d

S8TA

6LT3

LLTA

6STS

8¥TL
LY1S

SYIV

LOTT

LLS
9.1

TLT

891

LSL

€ES

66EA
86€1

veer
£6€b

06€L
68€Y

0Led

99ed
S9EA

09€T
vsex
60€b
€0€X
66CA

€621

Flagellar hook protein Flgk

T6CA
§98¢d
08zh
€LTN
292h

€921

1928

e Molecule 5

16%

83%

Chain EK

0T
90Ta

€021

TozH
002A

S6TH

88TS
181a

08TY
6LTY

LLTX
YLTV

89Td
L9TL

T91a
09TL

9STN
2STs
L7118
57490

82T
4271

121l
0zTvY

ETTH
OTTH

860
1,69

264
781
YLA

0,4

{404 s
v6e1
06€L
F9EN

8G9€D
LSGEN

§g9eT
TSEN
8TEN
LOED
SOEN
€621

8821
182a

78Ty
€8CA
[4:14%)

08zb
6.2N

692N
8920

192
0921

8924

952y

Flagellar hook protein FlgE

¥9eL

4]
PAAR

8€TH
FeTN
€€Tq
(44}

6221

e Molecule 5

14%

86%

Chain FA

oiotace
2ETN

€120
60CA
802V
L02M

TozH
00ZA

86TA
S6TW

T6IN
061D

1810
981X

6LTX
9.18
€L1Q

6974
891d

99TH

6318
8STIN

SYIV
S21d

Seyd
76S

188
980

£8Y4
89L
9L
8sb

€€S
(451

v6e1
68€X
z8ed
6.LEY
S9€EN
09€T
vveT
TEEA
veed
TZeN
60€b

SOEN

€0€X

182a

Flagellar hook protein FlgE

4§8¢d
8Ty

08zd

€LTN

T.2D

692N

e Molecule 5

192b

pAZAR

15%

85%

Chain FB

96TN

v61Q

6LTY

LLTIK
89Td
L9TL
99TH
T91d
8GTN

SYIY

EVIN
8zTh

€CTL

TCIL

9TTL

i221]

80TA

T0%1

66EN
96EN

06€L
68€X

[4:14]

6.e4
8.ed

69€)
S9EN
csed
vveT
CTEEN
8TEN
L0€b
SOEN

982D
§8¢d

€LTN
692N
0921
8924
vScl
oge
LgTl
60T/
9023

00ZA

Flagellar hook protein Flgk

e Molecule 5

13%

87%

Chain FC

292h
982V

L%TL

S¥CI

€vCA

LETT

0€TH
6221

902d

002A

S6TH

T6IN

1810

LLTX

191d

6GTS
8GTN

414

SYIV

EVIN
PITd
80TA

T0T1
00T

76S

264

791

290

26ea
16€d

T8€EA

0Led

99ed

T9¢gd

LSEN

csed

17450

CEEN

60€D

L0€D

Flagellar hook protein Flgk

S0EN
€621
$8¢d

08zh
6.LTN

TLTD
0L21

e Molecule 5

21%

79%

Chain FD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 26

191a
LSTT
SSTI
6711
SYTV
0%IN
LTI
S¢1d
¥Zid
€CTL
8TTA
TT0
TTT0
80TA
SOTH

v6s

€64

264

284

089

€La
L1

89L

094

8sb
LSL

8%D

o

{47

ova

LTES

SCeT

g€ced
9T€T

OTEA
60€d

962a
S6CN

T6CA
S8¢d

182N
08zh

¥.L2N

¥SeL
€62V

€%CA
LETT
6221
9TTs

Lozh
9023

£02Y

T0CH
00zZA

€6TH
181Q
¥8TL
8LIN
LLTK
9L1S
YLTY

6974

¥91d
€9TA

Mo
007N
86€T
g6€T
zc6ed
6,84
9.LeA
CTLEN
79eEN
T9€d
vaex
LYEV
B6EES

9geL
SEEV

€EEM
CEEN

e Molecule 5

0gea
62eD

Flagellar hook protein FlgE

17%

83%

Chain FE

L0TM
86TA
S6TH
1810
081X
9.L1S
€L1a
0L18
891d
L9T1L
991X
6STS
6711
SYIV
0ETD

¥¢1d
€CTL

STT1
ja30)

80TA

€073
cot1a

76S

264

188

©
©
a

781

89L

671

9zs

78eEN
8.Led
89€S
09€T
LYEV
vveT
Le€b
TEEA

62ED
8zed

91€T
STEN

SOEN

8821
182a

§82d
v8ex

182N

0L2L

892h

95TV

¥5cL

L¥TL

S¥CI

4418

8ecd
LeT1

£ecd
TETN

622T1

eced
Teev

0TCk
602A

L

e Molecule 5

86€T

26ea

L8€L

Flagellar hook protein FlgE

19%

80%

o
=
Iml

Chain FF

LLTX
891d
L9TL
991X

LSTT

SGSTI

6ETd

LETL

L2T1

S¢1d
veid
€CTL
j230)
80TA
€079

96N

€64

184

cL1

891
(48
671
9%d

EVY

o
< &
IQEI

8€d

(44l

611
8TA

1TV

€EEM

TEEN

LT€S

T1€1
0TEA
60€D

86CL

9620

T6CK

§8¢d

282H

08zb

89zh

952V

€92V

0§21
67CL

Lyl

6€TS

0€TY

G128

€120

802V

9023
00zA

v61d
€6TH

061D
88TS
7811

081X

L

66EN

96EN
S6€T

€60

06€L

Y8EN

[4:is]

Flagellar hook protein FlgE

08EN
6.L€4
8.ed

SLEI
VLEN

csed

40

e Molecule 5

19%

81%

Chain FG

0L1S

891d

991X

1910

6GTS
8SGTN

9GTIN

SYIV

€eTd

veid
€CTL

9TTL

860

264

188
980

€84
284

6LN

9.1

€.a

0.4

891

(4}

TV

(4>}

SN

TN

611

STN

61

£9€S
T9ed
09€T
6SGEY
€9€D
¢sed
TSEN
i74°0]
TEEN
8TEN
SOEN

$8¢d
78T

28TH

08zh

€LTN

PAsIAN

oL

gecd

eced

S1CS

€120

112l
0TCA

L02M

T0zH
00ZA

86TA

S6TI
v61a

6LTX

LLTX
9.L18

€L1Q

[4oe
86€T
96EN
€6€b
68€X
L8EL
T8EA
8.Led
VLEN

TLET

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 27

Flagellar hook protein FlgE

e Molecule 5

18%

82%

Chain FH

881S

081X

LLTK

891d

L9TL

991X

6GTS

67TL

SYIV

EVIN

8€TI
LETL

S¢1d
veid
€CTL

LT1D
9TTL

90TN
S0TY

YLA
€.a

LSL

(4}

671
8%D

cvd
TV

€ES

<™
o =

26€d

06€L

88€1

T8EA

6.4

SLET
VLEW

TLEA

0Led

99ed
S9en

09€T
LSEN
csed

Le€d
9€EL

CTEEN
eeed
8TEN
STEN
60€b
§8¢d
182N
89zh
T92s

(AN
egey

Eigay

even
(4448

pXaan
112l

86TA

T0%1

66EN

L6EL

e Molecule 5

S6€T

Flagellar hook protein Flgk

16%

84%

Chain FI

891d
L9TL

191d

6GTS

SYIV

EVIN

9€TI

L2T1

¥Z1d
€CTIL

LT1D
9TTL

i411]
80TA

€074
2¢ot1a

671
8%D

oA
TV
(458
611

9A

[4vi:8
S6€7T
26EQ
68€X
98¢ed

ELEN
CTLEA

0L€d

89€S

T9€d
09€T1

SEEV
CEEN

OTEA
60€d

1624
§98¢d
892h
T9¢s
(4448
6€TS
9€CI

fotoracy
ZETN

ogex
eeed
CICH
60CA
86TA

8LIN

Flagellar hook protein Flgk

e Molecule 5

—
77%

23%

Chain FJ

TN
TN

6TI
8TA

OTN

9A

9913
STd

6711
8¥IL

SYTV

EVIH

*

€6€b

68€)

L8EL

#8EN

E€LEN
CLEN

Flagellar hook protein Flgk

0Led

L9€T

T9ed
09€1

SEEV

CTEEN
TEEN

LTES

OTEA
60€d

90€d

g98¢d
¥8eH

182N

9.TA

€LTN

L92d

e Molecule 5

14%

85%

Chain FK

E€VTA

6ETS

LETT

0€TA
6221

¥02a
€023

6674

T6TN

6810

181Q
9.L1S
€LTQ
LSTT
8ETI
8zTh

¥C1d

121l
L11D
OTTH
L6D
v6S

188
98d

YLA
891
8vD

€ES
(48

9A

1071
007N

96EN

vee1
06€L
6.€4
0Led
99€d
S9EA
79eEN

T9ed
09€T

S9eT

¥ve1

CEEN

9T€T
STEA

€1€D

Flagellar hook protein FlgE

T1€T

SOEN

66CA
86CL

€621

18za

¥8ex

¥SeL

S¥CI

e Molecule 5

14%

86%

Chain GA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 28

S1CS
60CA
LOZTM
86TA
v61a
68TH

89Td
L9TL

6STS

SYTV
4444

Se1d
¥Z1d
€CTL
YIT0
OTTH
80TA

188
980

284
9.1
€.a
0.4
TOL
65d

08D
671

o
EvY

TV
ova

€ES
cd
1S

66EA
veer
16€0
06€L
68€Y
6,84
TLEW
0Led

99ed
S9EA

Scel
61€d
60€d
S8¢d
192b
99eY
¥seL
L%TL
6€ETS
0€TH

6221

Flagellar hook protein Flgk

e Molecule 5

25%

74%

Chain GB

9.1

€La

0,4

89L

7oL

oL
094

671

(428

SIN

Ty
OTN

oo o~ ™
wng<>n
[l D - N oM wn
oo S ¢« S <
B IR
A AEEAES<

€L1Q

0LTS
6974
89Td

991X

09TL
65TS
89TN
LSTT

E€STH

00¥N

L8EL
98€d

6.LE4
8.0

9LEN

YLEW
ELEN

Y9EN

09€T

LSEN

¢sed

EEEM

0€Eq
62ED

LTES

§eeT
8TEN
viel

60€D

LOED

Flagellar hook protein FlgE

SOEN
T0ED
86CL
162D
962
S62N
162K
182a
§8¢d

8920
192d

¥ScL

e Molecule 5

24%

76%

Chain GC

1271

veid
€CTL

611d

~ [0} O - N MW
o © Ml 0 0 0 O
N ) AN AN
o = oO=0 > XA

L11D

ETTH

TTT0
OTTI
60TN
80TA

SOTH

29d

7SV

982V
SSCY

egey

67CL

L¥TL

8€Td

€€TT

Tecd

€6€b
06€L

L8EL

Flagellar hook protein Flgk

e Molecule 5

26%

74%

Chain GD

S¢1d
¥Z1d
€CTL
8TTX

ETTH

TTT0
OTTH
60TN

S0TY

€073
20tda

007X

€.a

sV

£YY

TV

6ev

9Ts
SeN

{44\
12N

8TA

911
STN

LS

€S

6SCS

€VTA
[44AN

8€TH

9€CI

[44\}

0geH

LgeL

ceed

€72a
CTCH

0TZA
LOZM
902d
S0CZN
€0Cy
[duaAn
T0CH
LB6TA
S6TH
434
98TA
6974
0971

LSTT

SGTI

€GTH

SYTY

(4742

07IN
6€Td
8ETI
TETV

8TTh

]
6.€4
8Leb

YLEN

CTLEN

69€%

99€d
S9EA

£9€8

89€D
LSEN

SG€T
vsex

YveT

(4434
6EES

EEEM
CEEN

SeeT
TZEN
6T€d
8TEN
L1EV
€1ed
OTEA

voes

TOED
00EA

86CL

S6CN
v6TN

T6CA

88C1
182d

S8¢d

89zh

88€1

78eEN
€8€S

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 29

Flagellar hook protein FlgE

e Molecule 5

25%

75%

Chain GE

L11D

$IT0
ETTH

OTTH
60TN
80TA

001X

094

9SI

7SV

TSA

ova

8€4d

SEL

08zd
6.LTN

692N
89zh

LyTl
4418
8€TH
ftorace
zeTN
Tecd
ogex
LgTl
€120

0TCA

802V
L0TM

S0ZN

T0ZH

00ZA

6614

86TA

S6TI

€6TH

S8TA

28TL

081X

LLTK

891d

99TH

SSTI

Ts1s

8¥IL

4424

YETY

€2TL

¢

6SEY
9Gel
SGeT
vsex

veT
€%e1

CEEN
TEEN

62€D
8zed

STEA
COoEN
9620
S6CZN
762N

z62h
T6CA

Flagellar hook protein Flgk

e Molecule 5

22%

78%

Chain GF

TSTV
8¥TL
SYIV

EVIN
(4745

8ETI
€€Td
8zTh
1211
9CTL
0zTY
9TTL
ETTN

60TN

90TN
SOTH

001X
96N
6s
€64
264
781
6LN
9.1
€.a
0.4
LSL
691
Sel
8¢l

Sy
i)

S62ZN
S8¢d
(42143
08zh
€.L2N
0L2Ll

0921

8Gcd

E€vCA

8€TH

9€CI

[44\}

0€TH

Leel

S1CS

T12L

902d

T0C%

6674

LBTA

S6TH
v61a

S8TA

181D

6LT3

9LTS

891d

N~ o ©
o IO © [0 ©
]
A 5 aj;x

21%

TO%1

LB6EL
vee1
16€0
88€1
z8€ed

6.L€Y
8.0

YLEW
T9exd

8G€D

78%

9G€L

€5€D
csed

Lyev

B6EES

9€EL

EEEM
CEEN

qzeT

Flagellar hook protein FlgE

v1el
€1ed

60€D
L0€D
SOEN

T0€ED

e Molecule 5
Chain GG

081X
6LTX

9.L18
6974
89Td
1971

6711
8¥TL

8ETI

SETd

€€Td

veid
€CTL

9111

OTTH

S0TH

001X

S8TA

TO%1

96EN
G6€T

€6€b
6.L€4
S.leI
cLen
TLET
0Led
69e)

99ed

79eEN

€9€D

9%EL

Flagellar hook protein FlgE

Y7eET

ey
TVEA

6EES
8EEY

e Molecule 5

9EEL

EEEM

23%

77%

Chain GH

0971
6STS
8SIN

SSTI

E€GTH

TSTV

SYIV

EVIN

6€Td

LTT1D

€8T

8.T1L

S.2I

L92d

2924

0921

0SeI

iZan

cvel
1544

6€TS

9€CI

YETN

CTETN

0€TH

9120

Tl
0TCA

9023
€0TY
coTL
T0TH

86TA

96TN
T6IN
1810
9814
S8TA
08TH

LLTK
9.L1S

ZAA

0L1S

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63802, 9MCG

Full wwPDB EM Validation Report

Page 30

S8ev
T8€X
08eN
6.€4
SLET

CTLEN
TLET

LGEN

SGET

9€EL

€EEM
ZeEN

LTes
¥zed
9T€T
STEA
vier

T1€T

60€D

L0€D

Flagellar hook protein Flgk

S0EN
voes
€0€A

T0€D

T6CA

88CT
,82d

e Molecule 5

§8¢d

24%

75%

Chain GI

Seyd
€64
089
6.LN
8.0
9.1
0.4
T9L
850
€SA

9N

15771
0%a

8€d

€€es
[4:1

8TA

71l
€TV

L1eV
91€T

L0€b
€0€X
S62N
8821

§82d
v8ex

08zb
69T
EiZan
LETT

€€TT

T€Td

6221

9zes

TTCL

60CA

L0gH

86TA

061D

7811l

081X
6LTN

LLTA

S.1a
YLV

6914

S9T18

SSTI

STIV

EVIN
(449"

1071

66EA
86€T

96€N

62€D

Lz€e8

TCEN

6T€d

Flagellar hook protein FlgE

e Molecule 5

24%

76%

Chain GJ

€STH

EVIN

SETd

€ETd

¥C1d
€CTL

LTTD
9TTL

60TN
001X
169D
96N
Seyd
76S
S8A

€84

9620

98TH

€8T

892h

¢9td

LyCL

iZan

£€TH

TeCcd

622T1

S1CS

€720
CICH
T2l

L02M
9023
S0ZN

zoeL
1021

66Td
86TA

S6TH
761Q

T6IN
181Q
081X
B6LTN
8LIN
LLTX

YLV
€L1a

TLIA
0LTS

89Td
L9TL

791d

T91a

L6EL
06€L
98¢ed

9.LEN

TLEN

TLEN

0Led
69€)

99ed
G9EN

€9€s

09€T
B6SEY

LSEN

TSex

Flagellar hook protein FlgE

csed
vveT
CEEN
62€D
§eeT

61€d
8TEN

STEA

L0€D

SOEN

e Molecule 5

€0€X

16%

84%

Chain GK

9ees

1121

60CA

902d

€0Tx

6674

S6TH

08T

8LIN
LLTA

S.1Q

897d
L9TL

978

4431
EVIN

L211

€CTL

€01d
201a

007X

86€T

S6€T

06€L

98€d

78EN
6.4
S9€A

09€T
6SEY

LyeV

SEEV
veev

TEEN
9zeY
91€T
€1ed

80€d
L0€D

SOEN

€0€X
20EN

00€A

86CL

982D

952V

vScl

LYTL

S¥eI

6€TS

€€Td

0€TH
6221

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 31

Full wwPDB EM Validation Report

EMD-63802, 9MCG

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 254124 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION
Microscope FEI TALOS ARCTICA Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 30 Depositor
Minimum defocus (nm) 1000 Depositor
Maximum defocus (nm) 2000 Depositor
Magnification Not provided
Image detector GATAN K3 (6k x 4k) Depositor
Maximum map value 0.853 Depositor
Minimum map value -0.456 Depositor
Average map value 0.001 Depositor
Map value standard deviation 0.032 Depositor
Recommended contour level 0.04 Depositor
Map size (A) 510.0, 510.0, 510.0 wwPDB
Map dimensions 600, 600, 600 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 0.85, 0.85, 0.85 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

angles).

. Bond lengths Bond angles
Mol | Chain | pyia7 17 55 | RMSZ #|Z| >5
1 AA 0.12 0/3404 0.30 0/4609
1 AB 0.10 0/3377 0.27 0/4572
1 AD 0.11 0/3374 0.31 0/4568
1 AE 0.10 0/3374 0.27 0/4568
2 AC 0.12 0/3373 0.33 0/4566
3 BA 0.17 0/2417 0.39 0/3268
3 BB 0.14 0/2409 0.34 0/3258
3 BC 0.13 0/2409 0.29 0/3258
3 BD 0.13 0/2417 0.32 0/3268
3 BE 0.13 0/2409 0.31 0/3258
3 BF 0.13 0/2417 0.33 0/3268
3 BG 0.12 0/2417 0.29 0/3268
3 BH 0.14 0/2409 0.34 0/3258
3 BI 0.14 0/2417 0.34 0/3268
3 BJ 0.13 0/2409 0.29 0/3258
3 BK 0.12 0/2409 0.28 0/3258
3 BL 0.11 0/1717 0.32 0/2314
4 CA 0.16 0/4203 0.32 0/5706
4 CB 0.16 0/4203 0.31 0/5706
4 CC 0.15 0/4195 0.31 0/5696
4 CD 0.14 0/4203 0.29 0/5706
4 CE 0.16 0/4203 0.32 0/5706
4 CF 0.16 0/4203 0.32 0/5706
4 CG 0.14 0/4203 0.32 0/5706
4 CH 0.16 0/4203 0.28 0/5706
4 CI 0.16 0/4203 0.32 0/5706
4 CJ 0.15 0/4203 0.34 0/5706
4 CK 0.15 0/4203 0.32 0/5706
5 DA 0.17 0/3003 0.33 0/4090
5 DB 0.19 0/3003 0.33 0/4090
5 DC 0.20 0/3003 0.36 0/4090
5 DD 0.20 0/3003 0.30 0/4090
5 DE 0.18 0/3003 0.30 0/4090
5 DF 0.19 0/3003 0.32 0/4090

EMD-63802, 9MCG
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. Bond lengths Bond angles
Mol | Chain | o717 55 | RMSZ 4| Z| >5
5 DG 0.16 0/3003 0.32 0/4090
5 DH 0.20 0/3003 0.33 0/4090
5 DI 0.17 0/3003 0.32 0/4090
5 DJ 0.18 0/3003 0.31 0/4090
bt DK 0.17 0/3003 0.32 0/4090
5 EA 0.21 0/3003 0.32 0/4090
5 EB 0.21 0/3003 0.31 0/4090
5 EC 0.21 0/3003 0.31 0/4090
5 ED 0.21 0/3003 0.29 0/4090
5 EE 0.21 0/3003 0.31 0/4090
5 EF 0.20 0/3003 0.29 0/4090
5 EG 0.20 0/3003 0.32 0/4090
5 EH 0.19 0/3003 0.32 0/4090
5 El 0.19 0/3003 0.30 0/4090
5 EJ 0.21 0/3003 0.34 0/4090
5 EK 0.21 0/3003 0.33 0/4090
5 FA 0.21 0/3003 0.32 0/4090
5 FB 0.19 0/3003 0.30 0/4090
5 FC 0.19 0/3003 0.30 0/4090
5 FD 0.16 0/3003 0.34 0/4090
5 FE 0.18 0/3003 0.35 0/4090
5 FF 0.14 0/3003 0.30 0/4090
5 FG 0.17 0/3003 0.31 0/4090
5 FH 0.15 0/3003 0.32 0/4090
5 FI 0.17 0/3003 0.32 0/4090
5 FJ 0.17 0/3003 0.32 0/4090
5 FK 0.20 0/3003 0.28 0/4090
5 GA 0.18 0/3003 0.35 0/4090
5 GB 0.13 0/3003 0.29 0/4090
5 GC 0.15 0/3003 0.32 0/4090
5 GD 0.12 0/3003 0.31 0/4090
bt GE 0.12 0/3003 0.29 0/4090
5 GF 0.11 0/3003 0.29 0/4090
5 GG 0.13 0/3003 0.35 1/4090 (0.0%)
5 GH 0.11 0/3003 0.30 0/4090
5 GI 0.13 0/3003 0.31 0/4090
5 GJ 0.12 0/3003 0.29 0/4090
5 GK 0.15 0/3003 0.33 0/4090
All All 0.16 | 0/223515 | 0.31 | 1/303801 (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

WO RLDWIDE
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sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
3 BA 0 1
5 FB 0 1
5 FK 0 1
5 GB 0 1
5 GE 0 1
D GK 0 1
All All 0 6

There are no bond length outliers.

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
) GG 330 | ASP | CB-CA-C | -5.01 110.77 116.54

There are no chirality outliers.

All (6) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
BA 313 | PHE | Peptide
FB 123 | THR | Peptide
FK 123 | THR | Peptide
GB 123 | THR | Peptide
GE 123 | THR | Peptide
GK 123 | THR | Peptide

| Ot O O O W

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 3380 0 3435 92 0
1 AB 3353 0 3403 61 0
1 AD 3350 0 3402 106 0
1 AE 3350 0 3402 73 0
2 AC 3349 0 3402 48 0
3 BA 2391 0 2350 97 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 BB 2383 0 2338 68 0
3 BC 2383 0 2338 50 0
3 BD 2391 0 2350 65 0
3 BE 2383 0 2338 58 0
3 BF 2391 0 2350 56 0
3 BG 2391 0 2350 78 0
3 BH 2383 0 2338 62 0
3 BI 2391 0 2350 o4 0
3 BJ 2383 0 2338 62 0
3 BK 2383 0 2338 63 0
3 BL 1705 0 1685 45 0
4 CA 4157 0 4071 110 0
4 CB 4157 0 4071 101 0
4 CcC 4149 0 4059 80 0
4 CD 4157 0 4071 90 0
4 CE 4157 0 4071 92 0
4 CF 4157 0 4071 110 0
4 CG 4157 0 4071 121 0
4 CH 4157 0 4071 70 0
4 CI 4157 0 4071 101 0
4 CJ 4157 0 4071 97 0
4 CK 4157 0 4071 110 0
) DA 2959 0 2855 95 0
) DB 2959 0 2855 47 0
5 DC 2959 0 2855 43 0
) DD 2959 0 2855 47 0
5 DE 2959 0 2855 46 0
5 DF 2959 0 2855 44 0
5 DG 2959 0 2855 48 0
) DH 2959 0 2855 41 0
) DI 2959 0 2855 o1 0
5 DJ 2959 0 2855 30 0
) DK 2959 0 2855 55 0
5 EA 2959 0 2855 44 0
5 EB 2959 0 2855 36 0
5 EC 2959 0 2855 41 0
) ED 2959 0 2855 35 0
) EE 2959 0 2855 29 0
) EF 2959 0 2855 42 0
5 EG 2959 0 2855 37 0
5 EH 2959 0 2855 39 0
5 EI 2959 0 2855 32 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
5 EJ 2959 0 2855 34 0
5 EK 2959 0 2855 42 0
5 FA 2959 0 2855 43 0
) FB 2959 0 2855 39 0
) FC 2959 0 2855 36 0
) FD 2959 0 2855 59 0
5 FE 2959 0 2855 47 0
5 FF 2959 0 2855 62 0
5 FG 2959 0 2855 44 0
) FH 2959 0 2855 49 0
) FI 2959 0 2855 41 0
b} FJ 2959 0 2855 60 0
5 FK 2959 0 2855 40 0
5 GA 2959 0 2855 36 0
5 GB 2959 0 2855 71 0
5 GC 2959 0 2855 69 0
) GD 2959 0 2855 72 0
) GE 2959 0 2855 74 0
) GF 2959 0 2855 56 0
) GG 2959 0 2855 59 0
5 GH 2959 0 2855 60 0
5 GI 2959 0 2855 66 0
) GJ 2959 0 2855 66 0
) GK 2959 0 2855 43 0

All All 220655 0 214896 3897 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 9.

All (3897) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.

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

4:CF:365:1ILE:O 4.CF:411:SER:HA 1.58 1.01
3:BA:8:MET:HB3 3:BA:307:MET:HE1 1.50 0.92
5:DJ:148: THR:HG21 5:DJ:185:VAL:HB 1.56 0.87
3:BK:55:ALA:HB3 3:BK:271:GLN:HE22 1.40 0.86
3:BA:8:MET:HE1 4:CJ:16:GLN:HG2 1.59 0.85
5:DF:227:THR:HG21 | 5:DF:243:VAL:HG21 1.59 0.85
5:FB:41:MET:HE2 5:FB:52:LYS:HG3 1.58 0.85
4:CI:519:ASP:0D2 4:.CK:16:GLN:NE2 2.10 0.84
1:AA:102:LEU:HD22 1:AA:257:LYS:HE3 1.59 0.84

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

3:BA:54:GLN:HB2 4:CA:475:ASN:HD22 1.43 0.83
3:BA:269:LEU:HD13 | 3:BL:18:ASN:HD22 1.44 0.83
4:CA:120:LEU:HG 4:CA:133:LEU:HD23 1.60 0.82
5:DG:102:ASP:OD1 5:DG:103:GLU:N 2.13 0.82
5:EJ:159:SER:HA 5:EJ:267:GLN:HE21 1.45 0.81
5:GC:384:ASN:HD22 5:GC:384:ASN:C 1.85 0.81
5:FE:86:ASP:0D2 5. FE:87:SER:N 2.13 0.81
4:CJ:40:1LE:HD12 4:CJ:64:GLN:HE21 1.43 0.81
4:CI:318:ASP:HA 4:CIL:435:ALA:HA 1.63 0.81
4:CG:98:LEU:HD11 4:CG:150: TYR:HB3 1.61 0.80
5:DH:280:GLN:HG2 5:DH:282:GLY:H 1.46 0.80
5:GD:145:ALA:HB2 5:GD:285:PRO:HD3 1.63 0.80
4:CK:87:THR:O 4:CK:91:GLN:NE2 2.15 0.80
3:BC:44:1LE:O 3:BC:48:GLN:NE2 2.15 0.80
4:CF:365:1LE:HG12 | 4:CF:374:VAL:HG12 1.63 0.80
4:CJ:127:PRO:HB3 4:CJ:431:GLU:HG2 1.64 0.80
3:BB:133:ARG:HE 3:BB:141:THR:H 1.30 0.80
5:EF:125:PRO:HG2 5:EF:309:GLN:HG3 1.63 0.80
5:GC:98:GLN:HB3 5:GC:110:MET:HE1 1.63 0.80
3:BC:44:1LE:HG22 3:BC:48:GLN:HE22 1.46 0.79
3:BA:163:GLN:HA 3:BA:169:THR:HA 1.64 0.79
5:DK:166:LYS:HG3 5:DK:168:PRO:HD2 1.63 0.78
5:FF:285:PRO:HG3 5:GE:268:GLN:HB3 1.64 0.78
5:GH:94:SER:HB2 5:GH:332:VAL:HG12 1.64 0.78
5:GH:145:ALA:HB2 5:GH:285:PRO:HD3 1.64 0.78
3:BA:66:ARG:HH12 | 3:BA:260:LEU:HD13 1.49 0.77
5:GE:230:LYS:HG3 5:GE:238:GLU:HB2 1.65 0.77
4:CG:127:PRO:HA 4:CG:130:ARG:HG3 1.65 0.77
4:CD:220:GLN:HB3 4:CD:224:THR:HB 1.67 0.77
3:BJ:314:GLN:HB2 3:BJ:317:ARG:HB2 1.67 0.77
3:BF:43:PRO:HB2 4:CD:483:SER:HA 1.67 0.76
4:CI:130:ARG:NH1 4:CI:436:MET:SD 2.58 0.76
3:BA:313:PHE:HZ 4:CA:526:GLN:HE22 1.34 0.76
4:CB:117:LEU:HD11 4:CB:459:.LEU:HB3 1.68 0.76
5:GE:390:THR:HB 5:GF:374:MET:HE2 1.67 0.76
4:CE:553:ARG:NH2 | 5:DK:390:THR:OG1 2.18 0.76
1:AE:326:ARG:NH1 3:BD:92:GLU:OE2 2.19 0.76
3:BK:2:ARG:HG3 3:BK:3:ILE:HD12 1.68 0.76
5:GB:121:THR:0G1 5:GB:128:GLN:NE2 2.19 0.75
4:CI:541:THR:0OG1 4:CK:553:ARG:NH2 2.20 0.75
5:FG:145:ALA:HB2 5:FG:285:PRO:HD3 1.68 0.75
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Atom-1 Atom-2 distance (A) overlap (A)
3:BD:118:ARG:HG2 | 3:BD:122:MET:HE1 1.67 0.75
4:CA:220:GLN:HB3 4:CA:224:THR:HB 1.69 0.75
5:FB:86:ASP:0OD1 5:FB:87:SER:N 2.20 0.75
5:GD:153:MET:HE1 | 5:GD:197:VAL:HG21 1.69 0.75
3:BE:186:ASN:HD21 | 4:CD:127:PRO:HG3 1.52 0.74
5:GD:379:ARG:HE 5:GE:395:LEU:HB3 1.51 0.74
3:BA:93:LYS:HE3 3:BA:114:LEU:HA 1.70 0.74
4:CD:186:MET:HE1 | 4:CH:502:VAL:HG13 1.69 0.74
5:DH:321:ASN:ND2 5:EI:101:LEU:O 2.21 0.74
3:BG:91:GLN:HG2 3:BG:236:LEU:HD22 1.70 0.73
4:CD:244:LEU:HD21 | 4:CD:258:VAL:HG23 1.69 0.73
1:AA:15:LEU:HD23 1:AA:440:PHE:HD1 1.54 0.73
4:CH:254: THR:HG22 | 5:DG:268:GLN:HE21 1.53 0.73
5:GC:105:ARG:NH1 5:GC:140:ASN:OD1 2.21 0.73
5:EB:401:LEU:HD11 5:FA:389:LYS:HB2 1.71 0.73
5:GH:143:MET:HE3 | 5:GH:305:ASN:HD21 1.53 0.73
4:CJ:4:LEU:HD22 4:CJ:542:ALA:HB2 1.69 0.73
2:AC:349:ASP:HB2 2:AC:353:GLY:HA3 1.70 0.72
5:GB:108:VAL:HG12 5:GB:114:GLN:HA 1.70 0.72
3:BG:78:SER:O 3:BG:82:GLN:NE2 2.22 0.72
5:DH:229:LEU:HD22 | 5:DH:237:LEU:HD11 1.71 0.72
5:GK:302:ASN:OD1 5:GK:303:TYR:N 2.22 0.72
3:BH:136:PHE:HE2 3:BH:179:ILE:HD13 1.54 0.72
5:FE:229:LEU:HD22 | 5:FE:237:LEU:HD11 1.72 0.72
4:CB:130:ARG:NH1 4:CB:434:ILE:O 2.22 0.72
4:CH:350:ALA:HB1 | 4:CH:398:LEU:HD21 1.69 0.72
4:CI:76:ARG:HD2 4:CI:210:ASN:HD22 1.53 0.72
5:FB:83:ARG:HD2 5:FB:344.LEU:HD11 1.70 0.72
2:AC:238:ARG:HE 2:AC:243:VAL:HG22 1.53 0.72
3:BF:118:ARG:HD3 | 3:BF:204:LEU:HD23 1.70 0.72
3:BF:305:THR:HA 3:BF:308:GLN:HE21 1.54 0.72
4:CA:523:GLY:HA3 4:CJ:9:MET:HE3 1.70 0.72
4:CB:439:GLU:HB3 | 4:CB:448: THR:HG21 1.71 0.72
5:FH:105:ARG:NH1 5:FH:138:ILE:O 2.23 0.72
5:F1:143:MET:SD 5:F1:309:GLN:NE2 2.62 0.72
5:DI:146:LYS:NZ 5:DI:281:ASN:O 2.23 0.72
5:EG:166:LYS:HG3 5:EG:168:PRO:HD2 1.72 0.72
4:CF:336: TYR:HB2 4:CF:413:LEU:HB3 1.72 0.72
5:EF:284:LYS:0O 5:EF:305:ASN:ND2 2.22 0.72
5:GF:92:PHE:HB3 5:GF:332:VAL:HB 1.69 0.72
3:BA:98:GLY:HA2 3:BA:229:ILE:HD12 1.72 0.72
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3:BF:162:GLN:NE2 4:CD:121:VAL:O 2.24 0.71
4:CI:144:PHE:HB3 4:CIL:421:1ILE:HD11 1.72 0.71
4:CK:76:ARG:HB3 4:CK:210:ASN:HD22 1.54 0.71
5:GH:203:LYS:HE3 5:GH:206:GLU:HG3 1.72 0.71
1:AD:174:VAL:HG22 | 1:AE:236:ILE:HG23 1.71 0.71
4:CF:357:LYS:HZ2 4:CF:397:GLY:H 1.37 0.71
5:EJ:148: THR:HG21 5:EJ:185:VAL:HB 1.72 0.71
4:CD:317:TYR:H 4:CD:438:SER:HA 1.55 0.71
5:DA:395:LEU:HD22 | 5:DB:379:ARG:HD2 1.70 0.71
3:BA:311:SER:HB3 3:BA:314:GLN:HB3 1.73 0.71
5:DA:43:ALA:HB2 5:DA:49:LEU:HD11 1.73 0.71
1:AE:132:LYS:HE3 1:AE:196:THR:HB 1.71 0.71
5:DK:183:VAL:HG13 | 5:DK:278: THR:HG21 1.71 0.71
4:CJ:309:PHE:HE2 4:CJ:327:PHE:HB3 1.55 0.71
5:FJ:166:LYS:HG3 5:FJ:168:PRO:HD2 1.72 0.71
4:CB:24:ASN:OD1 4:CB:28:ASN:ND2 2.24 0.71
5:FA:321:ASN:ND2 5:FC:101:LEU:O 2.23 0.71
5:GC:94:SER:HB2 5:GC:332:VAL:HA 1.72 0.71
1:AD:221:LEU:HD12 | 1:AD:222:VAL:HG23 1.73 0.71
1:AE:101:GLN:HB2 1:AE:228:LYS:HB3 1.72 0.70
4:CB:145:LYS:0O 4:CB:149:GLN:NE2 2.24 0.70
5:FJ:284:LYS:NZ 5:GI:269:ASN:O 2.24 0.70
4:CB:538:VAL:HG22 | 5:DG:374:MET:HE1 1.74 0.70
5:GK:93:TYR:HE1 5:GK:335:ALA:HB2 1.55 0.70
1:AE:410:ASN:OD1 3:BE:88:GLN:NE2 2.24 0.70
3:BA:22:GLU:OE2 3:BA:293:GLN:NE2 2.25 0.70
3:BG:267:ARG:HH12 3:BK:130:GLY:H 1.37 0.70
4:CC:231:ASN:HD22 | 4:CC:270:ILE:HG21 1.57 0.70
4:CI:262:ASP:0OD2 4:CI:263:GLU:N 2.25 0.70
5:FF:194:ASP:OD1 5:FF:215:SER:OG 2.09 0.70
3:BJ:203:MET:HB3 | 3:BJ:232:THR:HG22 1.73 0.70
4:CG:180:ASN:HD21 4:CG:224: THR:HB 1.56 0.70
3:BK:58:GLN:NE2 4:CC:463:GLN:OE1 2.24 0.69
4:CD:76:ARG:HB3 4:CD:210:ASN:HD22 1.55 0.69
4:CE:150:TYR:O 4:CE:154:GLN:NE2 2.25 0.69
5:DF:102:ASP:0OD2 5:DF:103:GLU:N 2.26 0.69
5:FA:159:SER:HB2 5:FA:267:GLN:HG2 1.72 0.69
5:GF:105:ARG:NH1 5:GF:138:ILE:O 2.24 0.69
4:CB:127:PRO:HA 4:CB:130:ARG:HD2 1.74 0.69
5:ED:145:ALA:HB2 5:ED:285:PRO:HD3 1.74 0.69
5:FD:184:THR:O 5:FD:280:GLN:NE2 2.21 0.69
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Atom-1 Atom-2 distance (A) overlap (A)
5:FD:395:LEU:HD13 | 5:FD:398:LEU:HD21 1.72 0.69
5:FE:149:THR:0G1 5:FE:281:ASN:ND2 2.25 0.69
1:AD:85:SER:HB3 1:AD:251:THR:HB 1.74 0.69
4:CD:179:LEU:HD11 | 4:CD:205:LEU:HD12 1.75 0.69
4:CB:260:TYR:HB2 4:CB:270:ILE:HD11 1.73 0.69
5:DH:230:LYS:HB2 5:DH:239:SER:HB2 1.74 0.69
5:DE:178:ASN:HD21 5:DE:201:LYS:HB2 1.58 0.69
3:BI:107:ARG:HH12 3:BI:214:PRO:HA 1.57 0.69
1:AA:354:LYS:NZ 1:AA:355:LEU:O 2.24 0.69
4:CC:303:LEU:HD13 | 4:CC:417:VAL:HG12 1.75 0.69
4:CD:130:ARG:NH1 4:CD:431:GLU:OE1 2.26 0.69
5:EC:102:ASP:0OD1 5:EC:103:GLU:N 2.23 0.69
3:BC:186:ASN:HD21 | 4:CF:127:PRO:HD3 1.57 0.69
3:BC:81:SER:HA 3:BC:247:ARG:HH22 1.58 0.69
3:BF:197:GLU:HG3 3:BF:203:MET:HB3 1.75 0.69
5:FI:98:GLN:HG3 5:FI1:360:LEU:HD21 1.75 0.69
5:GC:230:LYS:HG3 5:GC:238:GLU:HB2 1.74 0.69
2:AC:227:ALA:HB3 2:AC:238:ARG:O 1.92 0.68
1:AD:117:THR:HG21 | 1:AD:153:MET:HB2 1.74 0.68
1:AD:318:VAL:HG22 | 1:AD:322:GLN:HE22 1.59 0.68
3:BL:117:ILE:O 3:BL:121:LEU:HD12 1.93 0.68
4:CG:425:ASN:OD1 4:CG:426:VAL:N 2.26 0.68
5:FJ:32:LYS:NZ 5:FJ:361:GLU:OE2 2.24 0.68
4:CE:505:GLN:HG2 4:CG:195:PRO:HG3 1.75 0.68
4:CH:253:PRO:HG2 | 5:DG:268:GLN:HE22 1.58 0.68
5:DB:4:GLN:NE2 5:EA:17:ASP:OD1 2.26 0.68
5:FJ:18:VAL:O 5:FJ:22:ASN:ND2 2.26 0.68
5:FJ:100:LYS:HE3 5:FJ:110:MET:HA 1.75 0.68
1:AD:172:VAL:HB 1:AD:180:GLN:HG2 1.75 0.68
3:BL:119:ASP:HA 3:BL:122:MET:HE3 1.74 0.68
4:CA:213:VAL:HA 4:CA:278:GLY:HA3 1.75 0.68
4:CD:166:VAL:HG21 | 4:CD:246:ALA:HB2 1.75 0.68
5:DG:184: THR:O 5:DG:280:GLN:NE2 2.26 0.68
5:FH:106:ASN:HB3 | 5:FH:137:THR:HG22 1.75 0.68
5:FI1:212:HIS:HB2 5:F1:222:PRO:HG3 1.75 0.68
5:FJ:179:LYS:NZ 5:FJ:273:ASN:HD22 1.91 0.68
5:GB:295:ASN:ND2 5:GB:357:ASN:OD1 2.25 0.68
5:GD:105:ARG:HH21 5:GD:139:PRO:HA 1.58 0.68
4:CB:357:LYS:O 4:CB:359:GLN:NE2 2.26 0.68
5:DC:195:MET:HE1 5:DC:247:-THR:HA 1.74 0.68
5:EK:203:LYS:HB3 5:EK:206:GLU:HG2 1.75 0.68
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5:GA:145:ALA:HB2 5:GA:285:PRO:HD3 1.74 0.68
4:CA:137:ALA:HA 4:CA:140:LEU:HD12 1.76 0.68
4:CA:501:ASN:HA 4:CA:504:LYS:HE2 1.75 0.68
4:CH:472:LYS:HB3 4:CH:476:ASP:HB2 1.74 0.68
4:CK:77:GLY:O 4:CK:81:GLN:NE2 2.27 0.68
4:CH:359:GLN:OE1 4:CH:376:ARG:NH1 2.27 0.68
5:GJ:23:ILE:HD11 5:GJ:374:MET:HE1 1.75 0.68
3:BG:228:ALA:HA 3:BG:231:LYS:HE3 1.76 0.68
4.CA:1:MET:N 5:DD:366:ASP:0OD1 2.26 0.68
5:EB:149: THR:HB 5:EB:281:ASN:HD21 1.58 0.68
4:CA:365:ILE:HG22 | 4:CA:374:VAL:HG22 1.74 0.68
1:AD:135:GLN:HG3 1:AD:137:GLY:H 1.59 0.68
1:AE:270: THR:HA 1:AE:273:LYS:HE2 1.74 0.68
4:CF:179:LEU:HD11 | 4:CF:205:LEU:HD12 1.76 0.68
5:FK:123:THR:HG23 | 5:FK:124:PRO:HD3 1.76 0.68
4:CK:178:ASN:O 4:CK:182:GLN:NE2 2.28 0.67
4:CD:80:ASN:HD21 4:CD:277:- THR:HB 1.58 0.67
5:DB:396:ASN:OD1 5:DB:400:ASN:ND2 2.27 0.67
5:FE:337:GLN:NE2 5:FF:103:GLU:OE1 2.27 0.67
3:BB:159:SER:HB3 3:BB:175:THR:HA 1.77 0.67
4:CI:405:GLY:O 4:CI:407:GLN:NE2 2.27 0.67
5:EK:179:LYS:NZ 5:EK:180:LYS:O 2.27 0.67
1:AE:58:GLN:HE22 1:AE:398:LEU:HB2 1.59 0.67
5:GG:303:TYR:OH 5:GG:309:GLN:NE2 2.27 0.67
3:BD:2:ARG:NH2 4:CF:515:GLY:O 2.27 0.67
4:CH:543:ASN:OD1 5:DG:379:ARG:NH2 2.27 0.67
3:BA:35:ARG:NH2 3:BA:278:LEU:O 2.28 0.67
3:BH:168:ARG:HH22 4:CK:141:VAL:HB 1.60 0.67
4:CA:5:ILE:HG22 4:.CA:9:-MET:HE2 1.75 0.67
5:EH:230:LYS:HE2 5:EH:239:SER:HB2 1.77 0.67
5:FH:42:PHE:HB2 5:GI:329:GLY:HA2 1.76 0.67
5:FJ:230:LYS:NZ 5:FJ:238:GLU:OE1 2.27 0.67
5:FJ:231:PHE:CD2 5:FJ:267:GLN:HG2 2.30 0.67
1:AA:56:LYS:HZ3 1:AA:285:SER:HB2 1.60 0.67
5:FH:41:MET:HE2 5:FH:52:LYS:HB3 1.76 0.67
5:FH:94:SER:HB2 5:FH:332:VAL:HG12 1.75 0.67
5:GD:94:SER:HB2 5:GD:332:VAL:HG12 1.76 0.67
5:GE:40:ASP:HA 5:GE:51:VAL:HA 1.77 0.67
5:GH:106:ASN:ND2 5:GH:114:GLN:OE1 2.28 0.67
2:AC:382:LYS:HG3 2:AC:383:GLU:HG3 1.76 0.66
1:AE:98:ASN:HB2 1:AE:230:ASN:HB3 1.76 0.66
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3:BK:159:SER:OG 3:BK:178:GLN:NE2 2.28 0.66
4:CE:324:GLY:HA3 4:CE:435:ALA:HB2 1.77 0.66
4:CJ:91:GLN:HA 4:CJ:94:LYS:HD2 1.77 0.66
4:CJ:549:LEU:HD21 5:DE:368:SER:HA 1.77 0.66
5:FD:40:ASP:N 5:GE:331:ASN:OD1 2.29 0.66
4:CE:256:THR:H 4:CE:287:ARG:HH12 1.43 0.66
4:CH:341:ASN:ND2 4:CH:410:ASP:OD1 2.28 0.66
5:DD:232:ASN:ND2 5:DD:238:GLU:OE1 2.28 0.66
5:GD:18:VAL:O 5:GD:22:ASN:ND2 2.29 0.66
3:BE:118:ARG:HH21 | 3:BE:201:PHE:HB3 1.60 0.66
3:BK:107:ARG:NH2 3:BK:213:THR:O 2.28 0.66
5:GB:143:MET:SD 5:GB:305:ASN:ND2 2.63 0.66
5:GC:207:-TRP:HB2 5:GC:229:LEU:HB2 1.77 0.66
1:AD:318:VAL:O 1:AD:322:GLN:NE2 2.29 0.66
1:AE:273:LYS:HD3 1:AE:363: THR:HA 1.77 0.66
4:CE:152:ARG:NH1 4:CE:152:ARG:HA 2.11 0.66
5:DI:161:ASP:0OD2 5:DI:178:ASN:ND2 2.29 0.66
5:GH:309:GLN:HE22 | 5:GH:311:LEU:HB2 1.59 0.66
3:BL:257:LEU:HA 3:BL:260:LEU:HD13 1.78 0.66
2:AC:439:GLN:NE2 3:BG:284:ASN:OD1 2.28 0.66
3:BA:182:SER:O 3:BA:242:ASN:ND2 2.28 0.66
4:CA:234:THR:O 4:CA:242:ARG:NH2 2.28 0.66
4:CD:303:LEU:HD11 | 4:CD:358:VAL:HG21 1.77 0.66
5:DJ:209:VAL:HG23 5:DJ:226:SER:HB2 1.77 0.66
5:EG:85:VAL:HG12 5:EG:91:VAL:HG12 1.76 0.66
5:GF:379:ARG:NH1 5:GF:382:GLN:OE1 2.28 0.66
5:GI:190:GLY:O 5:GI:284:LYS:NZ 2.26 0.66
4:CG:333:PRO:HB3 4:CG:416:PRO:HA 1.76 0.66
4:CG:439:GLU:HB2 4:CG:449:GLY:HA2 1.76 0.66
4:CJ:130:ARG:NH1 4:CJ:431:GLU:OE1 2.29 0.66
5:DB:145:ALA:HB2 5:DB:285:PRO:HD3 1.77 0.66
5:GJ:161:ASP:O 5:GJ:201:LYS:NZ 2.28 0.66
3:BH:81:SER:HA 3:BH:247:ARG:HH21 1.61 0.66
4:CF:150:TYR:O 4:CF:154:GLN:NE2 2.28 0.66
4:CH:300:GLN:HE22 | 4:CH:468:VAL:HG13 1.61 0.66
5:GE:387: THR:HA 5:GF:374:MET:HE1 1.77 0.66
3:BF:114:LEU:HD12 | 3:BF:211:LEU:HD11 1.76 0.66
5:DJ:148:-THR:HB 5:DJ:280:GLN:HE21 1.60 0.66
5:FF:213:ASP:0D2 5:FF:247:-THR:0G1 2.14 0.66
5:GD:232:ASN:HD22 5:GD:236:ILE:HB 1.61 0.66
3:BB:231:LYS:HA 3:BB:234:ARG:HD2 1.78 0.65
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4:CA:98:LEU:HD11 4:CA:150: TYR:HB3 1.78 0.65
4:CD:524:ASN:OD1 4:CD:527:ARG:NH2 2.29 0.65
4:CF:145:LYS:NZ 4:CF:422:VAL:O 2.29 0.65
5:DI1:202: THR:0G1 5:DI:206:GLU:OE2 2.13 0.65
5:FE:284:LYS:HG3 5:FE:285:PRO:HD2 1.78 0.65
5:GB:166:LYS:HG2 5:GB:168:PRO:HD2 1.77 0.65
5:GB:202: THR:0G1 5:GB:206:GLU:OE2 2.14 0.65
5:GG:149:THR:HB 5:GG:281:ASN:HD21 1.60 0.65
3:BJ:78:SER:O 3:BJ:82:GLN:NE2 2.29 0.65
3:BK:165:ASP:HB2 3:BK:168:ARG:HB2 1.76 0.65
4:CE:331:GLY:HA3 4:CE:420:ALA:HA 1.77 0.65
4:CJ:463:GLN:NE2 4:CJ:464:ASN:OD1 2.29 0.65
5:DC:153:MET:HG2 | 5:DC:278: THR:HG22 1.77 0.65
5:DI:154:GLN:HB2 5:DI:277:ALA:HB3 1.78 0.65
5:FD:400:ASN:O 5:GE:389:LYS:NZ 2.28 0.65
5:FI1:86:ASP:0OD2 5:FI:87:SER:N 2.30 0.65
1:AA:349:ASP:O 1:AA:353:GLY:N 2.28 0.65
1:AE:328:GLN:HE22 1:AE:389:LYS:HB2 1.61 0.65
4:CJ:220:GLN:HB3 4:CJ:224:THR:HB 1.76 0.65
4:CK:88:ARG:NH1 4:CK:285:THR:0OG1 2.29 0.65
5:EF:187:ASP:0OD2 5:EF:191:ASN:ND2 2.29 0.65
5:EK:68: THR:HG23 5:EK:70:ARG:H 1.61 0.65
5:FH:145:ALA:HB2 5:FH:285:PRO:HD3 1.79 0.65
5:GG:210:TYR:HB3 5:GG:225:ALA:HA 1.77 0.65
5:FG:68: THR:HG23 5:FG:70:ARG:H 1.60 0.65
1:AA:374:ARG:NH1 1:AA:379:GLY:O 2.29 0.65
4:CI:303:LEU:HD13 4:CI:417:VAL:HG12 1.78 0.65
4:CJ:134:ILE:HA 4:CJ:327:PHE:HZ 1.61 0.65
3:BG:132:GLY:O 3:BG:141:THR:OG1 2.14 0.65
5:GB:187:ASP:0OD2 5:GB:193:HIS:NE2 2.27 0.65
3:BH:119:ASP:HA 3:BH:122:MET:HG2 1.79 0.65
5:EB:145:ALA:HB2 5:EB:285:PRO:HD3 1.78 0.65
5:EE:398:LEU:HD21 5:FE:368:SER:HA 1.78 0.65
5:GF:280:GLN:NE2 5:GF:282:GLY:O 2.29 0.65
3:BE:139:TYR:HB3 4:CH:449:GLY:HA3 1.79 0.65
3:BG:218:ASN:HB2 3:BG:221:GLU:HB2 1.79 0.65
3:BI:66:ARG:HH22 3:BI:264:GLY:HA3 1.61 0.65
3:BI:245:THR:HG23 | 4:CG:128:ALA:HB2 1.78 0.65
4:CC:130:ARG:HD2 4:CC:431:GLU:HB3 1.78 0.65
4:CF:158:VAL:HG21 4:CF:286:PHE:HE2 1.62 0.65
5:DB:264:ASN:O 5:DB:264:ASN:ND2 2.26 0.65
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5:DI:115:LEU:HD21 5:DI:314:1ILE:HG23 1.77 0.65
5:GH:109:ASN:HD21 | 5:GH:113:MET:HE2 1.61 0.65
5:GI:398:LEU:HA 5:GI:401:LEU:HG 1.78 0.65
3:BI:170:MET:-HE3 3:BI:171:VAL:H 1.61 0.65
4:CB:162:ILE:O 4:CB:166:VAL:HG23 1.97 0.64
4:CB:291:LEU:HG 4:CB:295:ARG:HH12 1.62 0.64
4:CB:543:ASN:OD1 5:DE:379:ARG:NH2 2.29 0.64
4:CJ:354:ASP:HB3 4:CJ:357:LYS:HD3 1.78 0.64
5:DK:197:VAL:HG12 5:DK:212:HIS:H 1.60 0.64
5:FG:280:GLN:OE1 5:FG:282:GLY:N 2.28 0.64
3:BA:268:ALA:C 3:BA:272:LYS:HZ1 2.05 0.64
3:BB:31:SER:HA 3:BL:296:ALA:HB1 1.79 0.64
3:BB:133:ARG:HG3 3:BB:141:THR:HB 1.77 0.64
4:CD:414:LEU:HG 4:CD:416:PRO:HD3 1.77 0.64
5:GG:61:THR:O 5:GG:364:ASN:ND2 2.30 0.64
1:AA:295:LYS:O 1:AA:310:GLY:N 2.30 0.64
4:CC:207:SER:OG 4:CC:211:LYS:NZ 2.29 0.64
5:FH:57:-THR:0OG1 5:FH:323:GLU:OE2 2.13 0.64
5:GI:61: THR:O 5:GI:364:ASN:ND2 2.31 0.64
3:BB:54:GLN:OE1 3:BB:58:GLN:NE2 2.27 0.64
3:BJ:308:GLN:O 3:BJ:316:ASN:ND2 2.30 0.64
5:GC:145:ALA:HB2 5:GC:285:PRO:HD3 1.79 0.64
1:AA:314:GLY:O 1:AA:319:ARG:NH2 2.30 0.64
1:AE:457:LEU:HD22 | 3:BD:299:ALA:HB2 1.80 0.64
3:BG:94:ILE:O 3:BG:98:GLY:N 2.30 0.64
3:BJ:103:SER:OG 3:BJ:105:ASP:0OD1 2.16 0.64
5:DG:177:TYR:HA | 5:DG:200:VAL:HG12 1.80 0.64
4:CB:27:ASN:O 4:CJ:531:TYR:OH 2.15 0.64
5:FE:145:ALA:HB2 5:FE:285:PRO:HD3 1.79 0.64
1:AD:35:LYS:NZ 1:AD:300:GLU:OE1 2.30 0.64
3:BD:102:LEU:HD13 | 3:BD:106:ASP:HB3 1.79 0.64
3:BI:302:LYS:NZ 3:BI:306:ASP:0OD2 2.31 0.64
4:CG:141:VAL:HG13 | 4:CG:424:MET:HE3 1.80 0.64
4:CG:314:THR:O 4:CG:323:LYS:NZ 2.30 0.64
4:CI:186:MET:HA 4:CI:189:VAL:HG12 1.79 0.64
5:DF:179:LYS:HD2 5:DF:180:LYS:N 2.13 0.64
5:DG:229:LEU:HD22 | 5:DG:237:LEU:HD11 1.80 0.64
5:GC:280:GLN:NE2 5:GC:282:GLY:O 2.24 0.64
5:GD:100:LYS:HE3 5:GD:110:MET:HA 1.80 0.64
3:BK:297:LEU:HA 3:BK:300:SER:HB3 1.79 0.64
1:AD:345:GLY:HA3 1:AD:361:LYS:HG2 1.79 0.64
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Atom-1 Atom-2 distance (A) overlap (A)

3:BI:35:ARG:HB2 3:BI:281:VAL:HA 1.80 0.64
4:CF:231:ASN:HD22 | 4:CF:270:ILE:HD13 1.62 0.64
4:CH:165:SER:O 4:CH:169:ILE:HD12 1.98 0.64
5:EF:245:ILE:HD12 5:EF:260:LEU:HD13 1.80 0.64
3:BH:118:ARG:NH2 3:BH:149:ALA:O 2.31 0.63
4:CK:87:THR:HG22 4:CK:91:GLN:HE22 1.63 0.63
5:DA:40:ASP:OD1 5:DA:41:MET:N 2.31 0.63
5:DH:153:MET:HG2 | 5:DH:155:ILE:HD11 1.80 0.63
5:EF:287:ASP:H 5:EF:304:SER:HB3 1.63 0.63
3:BA:133:ARG:HD3 3:BA:134:TYR:N 2.13 0.63
5:FH:390: THR:HG21 5:GI:374:MET:SD 2.38 0.63
5:GA:159:SER:HB2 5:GA:267:GLN:HG2 1.79 0.63
5:GF:84:LEU:HB3 5:GF:113:MET:HE2 1.80 0.63
5:EB:126: THR:O 5:EB:128:GLN:NE2 2.31 0.63
5:FB:121:THR:0G1 5:FB:128:GLN:NE2 2.30 0.63
1:AA:267:LYS:HE2 1:AA:370:THR:HB 1.81 0.63
4:CB:523:GLY:HA3 4:CF:9:MET:HE3 1.80 0.63
5:DF:145:ALA:HB2 5:DF:285:PRO:HD3 1.80 0.63
5:FH:33:SER:HB3 5:FH:365:VAL:HG22 1.79 0.63
2:AC:443:LEU:HA 2:AC:446:MET:SD 2.38 0.63
4:CE:329:SER:HB2 4:CE:427:LYS:HD3 1.81 0.63
4:CH:531:TYR:OH 5:DI:24:ALA:O 2.14 0.63
5:EK:161:ASP:HB3 5:EK:201:LYS:HD2 1.80 0.63
5:FD:125:PRO:HB2 | 5:FD:310:VAL:HG22 1.81 0.63
5:FD:316:LEU:HD13 5:FD:347:ALA:HB2 1.80 0.63
1:AE:37:GLN:HE21 1:AE:418:LEU:HB3 1.62 0.63
4:CI:220:GLN:HB3 4:CI:224:THR:HB 1.80 0.63
5:EK:293:1LE:O 5:EK:357:ASN:ND2 2.30 0.63
5:FF:190:GLY:O 5:GE:269:ASN:ND2 2.31 0.63
1:AB:96:LYS:NZ 1:AB:232:ASN:OD1 2.31 0.63
2:AC:120:GLN:HA 2:AC:151:THR:HB 1.79 0.63
4:CB:148:ASP:O 4:CB:152:ARG:HG2 1.99 0.63
4:CC:437:ALA:HA 4:CC:452:ASP:HB2 1.81 0.63
3:BK:136:PHE:O 3:BK:176:GLY:N 2.32 0.63
4:CD:439:GLU:HB2 | 4:CD:448: THR:HG21 1.81 0.63
4:CG:65:ARG:HD3 4:CG:196:ASN:HB3 1.80 0.63
4:CK:392:LYS:HB2 4:CK:399:LYS:HE2 1.81 0.63
5:DE:166:LYS:HG3 5:DE:168:PRO:HD2 1.81 0.63
5:EC:212:HIS:HB2 5:EC:222:PRO:HG3 1.80 0.63
5:GJ:100:LYS:NZ 5:GJ:109:ASN:O 2.32 0.63
1:AA:200:ASP:O 1:AA:204:ASN:ND2 2.31 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:317:VAL:HG11 | 1:AA:403:ILE:HD13 1.81 0.62
1:AD:82:LEU:HA 1:AD:253:THR:O 1.98 0.62
5:FA:158:ASN:ND2 5:FA:271:GLY:O 2.32 0.62
5:GB:6:VAL:O 5:GB:10:ASN:ND2 2.32 0.62
5:GD:366:ASP:HB3 5:GD:369:LYS:HE3 1.81 0.62
5:GE:166:LYS:HG3 5:GE:168:PRO:HD2 1.81 0.62
5:GH:201:LYS:NZ 5:GH:267:GLN:OE1 2.30 0.62
5:GJ:96:ASN:OD1 5:GJ:97:GLY:N 2.31 0.62
3:BI:107:ARG:NH2 3:BI:213:THR:O 2.31 0.62
4:CC:256:THR:O 4:CC:287:ARG:NH1 2.27 0.62
4:CG:40:ILE:HD11 4:CG:64:GLN:HB2 1.80 0.62
5:DC:123:THR:0G1 5:DC:124:PRO:HD3 2.00 0.62
5:ED:380:ASN:OD1 5:FE:26:SER:OG 2.17 0.62
5:EJ:303:TYR:HE2 5:EJ:309:GLN:HB2 1.63 0.62
5:FC:145:ALA:HB2 5:FC:285:PRO:HD3 1.79 0.62
5:FD:4:GLN:NE2 5:FD:48:GLY:O 2.30 0.62
5:FI:83:ARG:HH11 5:FI1:116: THR:HG21 1.64 0.62
5:FK:396:ASN:OD1 5:FK:400:ASN:ND2 2.31 0.62
5:GJ:318:ASN:HB2 5:GJ:352:PHE:HE1 1.64 0.62
3:BD:4:SER:HB3 3:BD:7:-MET:HE3 1.81 0.62
3:BK:104:ASP:0OD1 3:BK:107:ARG:NH1 2.33 0.62
4:CA:215:VAL:HG11 | 4:CA:227:LEU:HD23 1.80 0.62
4:CE:539:LEU:HB3 4:CK:552:ILE:HD11 1.81 0.62
5:DI:143:MET:SD 5:DI:309:GLN:NE2 2.71 0.62
1:AA:138:ARG:NH1 1:AA:140:GLU:OE1 2.32 0.62
4:CF:195:PRO:HG2 4:CF:198:LEU:HB2 1.80 0.62
5:EH:117:GLY:HA2 | 5:EH:315:VAL:HG12 1.82 0.62
5:FK:32:LYS:NZ 5:FK:361:GLU:OE2 2.29 0.62
5:GD:230:LYS:HB2 5:GD:238:GLU:HB2 1.80 0.62
5:GI:211:THR:HG21 5:GI:245:1ILE:HD13 1.81 0.62
3:BB:203:-MET:HE1 3:BB:235:GLY:HA3 1.80 0.62
3:BC:118:ARG:HD2 | 3:BC:204:LEU:HD22 1.80 0.62
4:CA:338:ASN:ND2 4:CA:411:SER:OG 2.32 0.62
4:CB:531:TYR:OH 5:DG:24:ALA:O 2.17 0.62
4:CF:333:PRO:HB3 4:CF:416:PRO:HA 1.81 0.62
5 EK:143:MET:HE1 5:EK:307:GLN:HB2 1.80 0.62
5:FD:42:PHE:H 5:GE:329:GLY:HA2 1.64 0.62
5:FJ:142:LEU:HD21 5:FJ:285:PRO:HB2 1.80 0.62
5:GG:21:ASN:OD1 5:GG:25:ASN:ND2 2.32 0.62
3:BK:52:LEU:O 3:BK:271:GLN:NE2 2.33 0.62
3:BK:147:ASP:HB3 3:BK:151:GLY:H 1.64 0.62
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5:DA:121:THR:H 5:DA:128:GLN:HE21 1.47 0.62
5:FI1:127:1LE:HD11 5:F1:310:VAL:HG21 1.81 0.62
5:GD:21:ASN:O 5:GD:25:ASN:ND2 2.29 0.62
5:GG:92:PHE:HB3 5:GG:332:VAL:HB 1.80 0.62
5:GJ:376:VAL:HG22 5:GK:2:PHE:HD1 1.63 0.62
1:AB:133:ILE:HB 1:AB:142:LEU:HB3 1.81 0.62
3:BH:184: THR:HG22 3:BH:186:ASN:H 1.64 0.62
5:DE:280:GLN:NE2 5:DE:282:GLY:O 2.30 0.62
5:DI:179:LYS:HB3 5:DI:199:PHE:HB2 1.81 0.62
5:GI:321:ASN:HB3 5:GI:339:SER:HA 1.81 0.62
4:CG:430:ASN:HB2 4:CG:433:GLU:HG3 1.80 0.62
4:CH:183:ILE:HD11 4:CH:194:SER:HB2 1.82 0.62
4:CI:318:ASP:0OD1 4:CI:322:ASN:N 2.33 0.62
5:DA:266:MET:SD 5:DA:268:GLN:N 2.73 0.62
5:EB:146:LYS:NZ 5:EB:281:ASN:O 2.32 0.62
5:EE: 177 TYR:HA 5:EE:200:VAL:HG12 1.82 0.62
5:FF:380:ASN:O 5:FF:384:ASN:ND2 2.32 0.62
5:FK:284:LYS:0O 5:FK:305:ASN:ND2 2.33 0.62
5:GE:100:LYS:HE3 5:GE:110:MET:HA 1.82 0.62
3:BA:289:SER:HA 3:BA:292:MET:HE3 1.80 0.62
3:BC:190:GLU:OE1 3:BC:234:ARG:NH1 2.32 0.62
4:CE:24:ASN:OD1 4:CE:28:ASN:ND2 2.32 0.62
4:CF:301:LEU:HD11 4.CF:477:ALA:HB3 1.82 0.62
4:CG:438:SER:HB2 4:CG:455:ASN:HB2 1.81 0.62
4:CK:30:ASN:O 4:CK:30:ASN:ND2 2.33 0.62
5:EC:187:ASP:0OD1 5:EC:191:ASN:N 2.32 0.62
5:ED:32:LYS:NZ 5:ED:361:GLU:OE2 2.30 0.62
5:GA:144:ALA:HB1 | 5:GB:268:GLN:HE22 1.65 0.62
5:GD:205:ASN:ND2 5:GD:232:ASN:O 2.33 0.62
4:CE:365:1LE:HG23 4:.CE:372: TRP:HB3 1.82 0.62
4:CI:365:1LE:HG22 4:CI:374:VAL:HG22 1.81 0.62
5:EA:336: THR:HG22 5:EA:338:ALA:H 1.65 0.62
5:EE:149:THR:OG1 5:EE:281:ASN:ND2 2.33 0.62
5:FB:145:ALA:HB2 5:FB:285:PRO:HD3 1.82 0.62
5:GB:84:LEU:HD23 5:GB:115:LEU:HA 1.82 0.62
2:AC:44:LEU:-HG 2:AC:45:THR:HG23 1.82 0.61
5:DB:280:GLN:NE2 5:DB:282:GLY:O 2.31 0.61
5:DF:251:ASN:ND2 5:EE:159:SER:O 2.33 0.61
5:EA:157:LEU:HB2 5:EA:267:GLN:HG3 1.82 0.61
5:EC:190:GLY:O 5:FA:269:ASN:ND2 2.31 0.61
5:FF:247:-THR:HG22 5:FF:256:ALA:H 1.64 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
5:GA:50:GLY:O 5:GC:25:ASN:ND2 2.30 0.61
5:GC:59:ASP:0OD2 5:GC:60:PHE:N 2.33 0.61
5:GF:301:GLY:N 5:GF:309:GLN:O 2.33 0.61
3:BA:42:ASP:HB3 3:BA:45:ALA:HB3 1.81 0.61
3:BF:114:LEU:HD23 3:BF:117:ILE:HD12 1.81 0.61
4:CB:145:LYS:HB3 4:CB:149:GLN:HE22 1.63 0.61
4:CB:172:TYR:HB3 | 4:CB:209:LEU:HD12 1.83 0.61
4:CI:533:LEU:HB3 4:CK:550:LEU:HD21 1.82 0.61
5:FJ:370:GLU:HA 5:FJ:373:ASN:HB2 1.82 0.61
5:GB:145:ALA:HB2 5:GB:285:PRO:HD3 1.82 0.61
5:GD:3:SER:O 5:GD:7:SER:OG 2.17 0.61
5:GE:152:SER:HB3 5:GE:279:ASN:HB2 1.82 0.61
5:GI:317:ALA:HB1 5:GI:319:PHE:HE1 1.65 0.61
1:AB:135:GLN:NE2 1:AB:194:LYS:O 2.33 0.61
2:AC:430:ASP:0OD1 2:AC:431:GLU:N 2.33 0.61
4:CF:317:TYR:N 4:CF:437:ALA:O 2.32 0.61
4:.CK:374:VAL:HG23 | 4:CK:385:ALA:HB2 1.82 0.61
5:GD:109:ASN:ND2 5:GD:113:MET:O 2.34 0.61
3:BK:244:LEU:HD23 | 3:BK:247:ARG:HH22 1.64 0.61
5:EF:130:GLY:HA3 5:FF:180:LYS:HD3 1.81 0.61
1:AD:300:GLU:HA 1:AD:308:LYS:HG2 1.83 0.61
3:BH:263:LEU:HD21 | 3:BH:267:ARG:HH21 1.65 0.61
4:CA:159:ASN:OD1 4:CA:287:ARG:NH1 2.34 0.61
4:CF:250:SER:HB2 4:CF:339:SER:HB3 1.82 0.61
4:CF:329:SER:HB2 4:CF:424:MET:HA 1.82 0.61
4:CG:421:ILE:HG23 | 4:CG:424:MET:HE2 1.82 0.61
4:CJ:388:ASP:0OD1 4:CJ:392:LYS:N 2.33 0.61
5:DA:189:GLN:NE2 5:DB:267:GLN:OE1 2.34 0.61
5:FK:293:ILE:HG12 | 5:FK:299:VAL:HG12 1.81 0.61
5:GD:79:ASN:OD1 5:GD:318:ASN:ND2 2.34 0.61
5:GD:325:LEU:HD13 | 5:GD:333: TRP:HB3 1.83 0.61
1:AA:44:LEU:HD21 | 1:AA:411:VAL:HG11 1.83 0.61
3:BJ:25:LYS:0O 3:BJ:28:GLU:HG2 2.00 0.61
4:CA:158:VAL:O 4:CA:162:ILE:HG12 2.01 0.61
4:CA:357:LYS:HG3 4:CA:396:ASP:HA 1.83 0.61
4:CB:361:THR:HG22 | 4:CB:378:ALA:HB3 1.82 0.61
4:CD:16:GLN:NE2 4:CH:519:ASP:0OD2 2.33 0.61
4:CF:459:LEU:HD23 | 4:CF:462:LEU:HD21 1.83 0.61
4:CG:272:GLU:OE2 | 4:CG:287:ARG:NH2 2.33 0.61
5:EG:402:ARG:NH1 5:FG:378:GLN:OFE1 2.34 0.61
5:FF:137:THR:HG23 | 5:FF:139:PRO:HD3 1.83 0.61
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5:F1:230:LYS:HB2 5:F1:239:SER:HB3 1.83 0.61
3:BF:209:ALA:O 3:BF:213:THR:N 2.33 0.61
3:BF:311:SER:HB3 3:BF:314:GLN:HG2 1.82 0.61
4:CD:552:ILE:HG23 4:CI:540:GLN:HB2 1.83 0.61
5:DI:186: TYR:HE2 5:DI1:284:LYS:HG3 1.66 0.61
5:FH:74:VAL:HG12 5:FH:357:ASN:HA 1.83 0.61
5:F1:242:THR:HG22 5:FI:261:SER:HA 1.83 0.61
3:BD:23: TRP:HE1 3:BD:294:GLN:HB2 1.66 0.61
4:CA:430:ASN:HB3 4:CA:433:GLU:HG2 1.81 0.61
4:CD:229:MET:HG2 4:CD:230:ALA:H 1.66 0.61
4:CJ:148:ASP:0OD1 4:CJ:152:ARG:NE 2.25 0.61
4:CJ:169:ILE:HD11 4:CJ:213:VAL:HG11 1.81 0.61
4:CK:335:VAL:HG11 | 4:CK:348:LEU:HB3 1.82 0.61
5:DD:284:LYS:O 5:DD:305:ASN:ND2 2.33 0.61
5:GG:338:ALA:HA 5:GH:103:GLU:HG3 1.82 0.61
5:EB:293:ILE:O 5:EB:357:ASN:ND2 2.34 0.61
5:EH:92:PHE:HD2 5:EH:113:MET:HE1 1.66 0.61
5:GK:165:SER:HB3 5:GK:175:ASP:HB3 1.83 0.61
3:BA:199:ASN:HB3 | 3:BA:202:VAL:HG22 1.83 0.61
4:CG:339:SER:O 4:CG:344:LYS:NZ 2.33 0.61
5:DB:143:MET:HE2 5:DB:283: TYR:CE2 2.35 0.61
5:DD:123:THR:0G1 | 5:DD:124:PRO:HD3 2.01 0.61
5:FA:145:ALA:HB2 5:FA:285:PRO:HD3 1.81 0.61
1:AD:56:LYS:HD2 1:AD:286:LEU:HB3 1.83 0.60
5:DD:164:PRO:HG2 | 5:DD:200:VAL:HG13 1.82 0.60
5:DI:94:SER:HB2 5:DI:332:VAL:HG12 1.83 0.60
5:GE:195:MET:HE2 5:GE:195:MET:HA 1.82 0.60
4:CE:146: THR:HG22 | 4:CE:150:TYR:CE2 2.36 0.60
4:CJ:363:TYR:HB2 4:CJ:414:LEU:O 2.01 0.60
5:EH:83:ARG:HH11 | 5:EH:116:THR:HG21 1.65 0.60
5:FC:158:ASN:ND2 5:FC:271:GLY:O 2.34 0.60
3:BI:171:VAL:HG12 3:BI:173:GLY:H 1.66 0.60
4:CA:242:ARG:NE 4:CA:260:TYR:OH 2.24 0.60
4:CH:65:ARG:NH2 4:CH:200:ASP:OD1 2.33 0.60
5:DD:193:HIS:HE1 5:DD:250:ILE:HG12 1.66 0.60
5:DF:254: THR:N 5:EE:233:GLU:OE1 2.34 0.60
5:DI:207:TRP:O 5:DI:229:LEU:N 2.32 0.60
5:DK:147:SER:HB2 5:DK:188:SER:HA 1.83 0.60
5:EF:123: THR:OG1 5:EF:124:PRO:HD3 2.01 0.60
5:EG:155:ILE:HG22 5:EG:275:ILE:HG12 1.81 0.60
5:GC:70:ARG:NH2 5:GC:99:PHE:O 2.31 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
5:GE:393:GLN:HA 5:GE:396:ASN:HB2 1.83 0.60
1:AA:223:LYS:NZ 1:AA:225:GLU:OE1 2.32 0.60
3:BC:189:PRO:HD2 3:BD:142:GLU:HB3 1.83 0.60
3:BG:203:MET:SD 3:BG:232: THR:HA 2.41 0.60
3:BD:54:GLN:HB2 4:CF:475:ASN:HD22 1.66 0.60
3:BJ:9:TYR:HE2 3:BJ:307:MET:HB3 1.66 0.60
4:CD:350:ALA:HB2 | 4:CD:400:VAL:HG22 1.83 0.60
5:GG:83:ARG:HD3 | 5:GG:344:LEU:HD12 1.83 0.60
3:BF:54:GLN:HG3 4:CD:475:ASN:HD22 1.65 0.60
4:CB:215:VAL:HG12 | 4:CB:227:LEU:HD22 1.83 0.60
4:CJ:35:THR:HG21 4:CJ:65:ARG:HH21 1.66 0.60
5:DA:227:-THR:HG21 | 5:DA:243:VAL:HG22 1.84 0.60
5:DC:250:ILE:HG13 5:DC:251:ASN:H 1.65 0.60
5:EJ:242: THR:HG1 5:EJ:259:SER:HG 1.50 0.60
1:AA:145:LYS:NZ 1:AA:146:LEU:O 2.35 0.60
3:BA:275:MET:HA 3:BA:278:LEU:HD12 1.84 0.60
3:BF:2:ARG:O 3:BF:2:ARG:HD3 2.01 0.60
3:BF:147:ASP:H 3:BF:151:GLY:HA2 1.66 0.60
4:CA:151:LEU:HD13 | 4:CA:295:ARG:HG2 1.83 0.60
5:EB:203:LYS:HE3 5:EB:206:GLU:HG3 1.84 0.60
5:FJ:145:ALA:HB2 5:FJ:285:PRO:HD3 1.83 0.60
5:GD:206:GLU:HG2 5:GD:230:LYS:HG2 1.82 0.60
1:AD:73: THR:HA 1:AD:267:LYS:HA 1.84 0.60
3:BB:61:GLN:HB3 4:CJ:118:GLN:HG2 1.83 0.60
5:DB:155:ILE:HD13 5:DB:199:PHE:HE2 1.67 0.60
5:GA:230:LYS:HB2 5:GA:239:SER:HB3 1.84 0.60
1:AA:86:THR:HG22 | 1:AA:250:ILE:HG12 1.84 0.60
1:AA:133:ILE:HB 1:AA:142:LEU:HB3 1.84 0.60
1:AD:418:LEU:HD12 | 1:AD:421:GLN:HE21 1.66 0.60
1:AE:277:-LYS:HG2 1:AE:357:ILE:HG21 1.84 0.60
3:BA:215:VAL:O 3:BA:222:LYS:NZ 2.35 0.60
3:BG:35:ARG:HH12 3:BG:42:ASP:HB2 1.67 0.60
3:BJ:47:SER:HB2 4:CK:479:ALA:HB1 1.84 0.60
5:-DG:143:MET:HE1 5:DG:309:GLN:HB2 1.83 0.60
5:EI:86:ASP:OD1 5:EIL:87:SER:N 2.34 0.60
5:EI:102:ASP:OD1 5:EI:103:GLU:N 2.35 0.60
5:FJ:108:VAL:HG12 5:FJ:114:GLN:HA 1.83 0.60
3:BA:99:ASN:HB3 3:BA:102:LEU:HG 1.83 0.59
3:BH:58:GLN:OE1 4:CI:463:GLN:NE2 2.34 0.59
3:BJ:9:'TYR:HB3 3:BJ:13:MET:HE3 1.83 0.59
4:CK:349:THR:HG1 | 4:CK:401:THR:HG1 1.47 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
5:DG:161:ASP:OD1 5:DG:201:LYS:NZ 2.33 0.59
5:EF:94:SER:HB2 5:EF:332:VAL:HG12 1.84 0.59
5:FF:396:ASN:HA 5:GE:379:ARG:HH22 1.67 0.59
5:FJ:19:ILE:HG23 5:FJ:370:GLU:HB2 1.83 0.59
5:FK:243:VAL:HG13 | 5:FK:245:ILE:HD11 1.84 0.59
5:GB:68:THR:HG21 | 5:GB:360:LEU:HD12 1.82 0.59
5:GC:1:SER:N 5:GC:4:GLN:OE1 2.28 0.59
5:GD:195:MET:HE1 5:GD:213:ASP:HB2 1.83 0.59
5:GG:94:SER:HB2 5:GG:332:VAL:HG12 1.84 0.59
3:BG:140:LYS:HE3 3:BI:188:VAL:HG22 1.83 0.59
4:CF:280:LEU:O 4:CF:284:LEU:HG 2.02 0.59
4:CH:331:GLY:HA3 4:CH:420:ALA:HA 1.84 0.59
4:CI:387:LYS:HZ3 4:CI:402:VAL:HG21 1.67 0.59
4:CI:531:TYR:OH 5:DK:24:ALA:O 2.16 0.59
5:EJ:293:ILE:HG12 5:EJ:299:VAL:HG12 1.83 0.59
5:FC:195:-MET:HE1 5:FC:247:-THR:HB 1.85 0.59
5:FE:94:SER:HB2 5:FE:332:VAL:HG12 1.84 0.59
3:BA:21:ALA:O 3:BA:24:MET:HG3 2.03 0.59
3:BC:133:ARG:HD3 | 3:BC:141: THR:HG21 1.84 0.59
3:BK:79:VAL:HG11 3:BK:136:PHE:HE2 1.67 0.59
4:CD:109:SER:HB3 4:CD:140:LEU:HG 1.84 0.59
4:CG:134:ILE:HD11 | 4:CG:434:ILE:HD11 1.83 0.59
4:.CK:1:MET:N 5:DK:365:VAL:O 2.35 0.59
5:FB:94:SER:HB2 5:FB:332:VAL:HG12 1.83 0.59
3:BG:40:SER:O 4:CG:490:SER:OG 2.21 0.59
3:BJ:39:PRO:HB3 3:BJ:43:PRO:HB3 1.85 0.59
4:CB:376:ARG:NH2 4:CB:396:ASP:0OD2 2.36 0.59
5:DC:127:ILE:HD11 | 5:DC:310:VAL:HG11 1.85 0.59
5:FJ:195:-MET:HA 5:FJ:195:-MET:HE3 1.83 0.59
3:BA:282:ASP:0OD1 3:BL:9:TYR:OH 2.18 0.59
3:BG:170:MET:HE1 | 3:BG:257:LEU:HD13 1.84 0.59
4:CJ:89:TYR:CE1 4:CJ:493:LYS:HB2 2.38 0.59
4:CJ:395:ILE:HG13 4:CJ:398:LEU:HB2 1.83 0.59
5:EE:402:ARG:NH2 5:FE:378:GLN:OE1 2.36 0.59
5:FF:123:THR:HG23 | 5:FF:124:PRO:HD3 1.85 0.59
5:FJ:94:SER:HB2 5:FJ:332:VAL:HG12 1.84 0.59
5:GC:148:THR:HG21 | 5:GC:185:VAL:HG12 1.85 0.59
5:GE:328:GLN:HB2 | 5:GE:332:VAL:HG23 1.84 0.59
5:GK:33:SER:HB3 5:GK:365:VAL:HG22 1.83 0.59
5:GK:326:ALA:HB3 5:GK:334:ALA:HB3 1.84 0.59
1:AA:56:LYS:NZ 1:AA:282:ALA:O 2.36 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
3:BA:34:LYS:NZ 3:BA:36:VAL:O 2.25 0.59
4:CI:372:TRP:CD1 4:CI:393:LEU:HD21 2.36 0.59
1:AA:53:ALA:O 1:AA:56:LYS:HG3 2.01 0.59
3:BE:26:LEU:HD12 3:BE:293:GLN:HG3 1.84 0.59
3:BE:74:SER:O 3:BE:77:GLU:HG3 2.03 0.59
3:BG:52:LEU:HD22 3:BG:275:-MET:HE2 1.84 0.59
3:BG:199:ASN:HB3 | 3:BG:202:VAL:HG22 1.83 0.59
3:BJ:76:GLU:HA 3:BJ:135:1LE:HD11 1.84 0.59
4:CE:335:VAL:HG22 4:CE:414:LEU:HG 1.84 0.59
4:CI:255:ARG:HH21 4:CIL:287:ARG:HG2 1.67 0.59
4:CJ:309:PHE:CE2 4:CJ:327:PHE:HB3 2.36 0.59
4:CJ:420:ALA:HA 4:CJ:423:ASP:HB2 1.85 0.59
5:DH:159:SER:HA 5:DH:267:GLN:HE21 1.68 0.59
5:EC:145:ALA:HB2 5:EC:285:PRO:HD3 1.83 0.59
5:EF:402:ARG:NH2 5:FF:378:GLN:OE1 2.35 0.59
5:FG:25:ASN:O 5:FG:363:SER:OG 2.20 0.59
5:GC:33:SER:HB3 5:GC:365:VAL:HG22 1.85 0.59
5:GK:316:LEU:HD13 | 5:GK:347:ALA:HB2 1.85 0.59
3:BJ:29:GLN:HA 3:BJ:32:THR:HG22 1.83 0.59
3:BK:23: TRP:CH2 3:BK:293:GLN:HB2 2.38 0.59
4:CC:124:ALA:O 4:CC:130:ARG:NH2 2.35 0.59
4:CJ:40:ILE:HD12 4:CJ:64:GLN:NE2 2.17 0.59
4:.CK:73:ASN:OD1 4:CK:76:ARG:NH?2 2.35 0.59
5:DG:125:PRO:HG3 | 5:DG:309:GLN:HG3 1.84 0.59
5:EG:117:GLY:HA2 | 5:EG:315:VAL:HG12 1.85 0.59
5:FF:268:GLN:HB3 5:FG:285:PRO:HG3 1.85 0.59
5:GD:125:PRO:HB3 | 5:GD:310:VAL:HG23 1.84 0.59
5:GF:258: PHE:HE2 5:GF:260:LEU:HG 1.68 0.59
1:AD:298:ALA:HB3 1:AD:303:GLU:HB3 1.85 0.59
4:CA:107:SER:O 4:CA:110:LEU:HG 2.01 0.59
4:CIL:472:LYS:HB3 4:CIL:476:ASP:HB2 1.85 0.59
5:GD:354:LYS:NZ 5:GD:355:LEU:O 2.36 0.59
5:GG:336: THR:HG23 5:GG:339:SER:H 1.68 0.59
1:AA:457:-LEU:HD12 3:BF:302:LYS:HD2 1.85 0.59
3:BJ:200:LEU:HA 3:BJ:203:MET:HE2 1.84 0.59
4:CE:234:THR:O 4:CE:260:TYR:OH 2.21 0.59
4:CG:352:VAL:HG22 4:CG:398:LEU:HA 1.85 0.59
5:FG:170:SER:HB3 5:FG:173:ASP:HB3 1.85 0.59
5:GB:142:LEU:HG 5:GB:287:ASP:HB3 1.84 0.59
1:AB:319:ARG:HD3 3:BJ:247:ARG:HG2 1.85 0.58
1:AD:343:GLU:OE2 1:AD:369:ASN:ND2 2.36 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
1:AE:416:LYS:O 1:AE:420:LYS:HG2 2.03 0.58
5:EA:3:SER:HB2 5:FA:64: THR:HG21 1.85 0.58
5:GA:207: TRP:HB2 5:GA:229:LEU:HB2 1.85 0.58
1:AB:96:LYS:HD3 1:AB:260:ASP:HA 1.84 0.58
3:BC:35:ARG:HE 3:BC:36:VAL:HG23 1.68 0.58
3:BD:163:GLN:OE1 3:BD:169: THR:0G1 2.20 0.58
3:BG:72:LYS:HE2 3:BG:172:ILE:HD12 1.84 0.58
4:CA:428:VAL:HG13 | 4:CA:433:GLU:HB2 1.85 0.58
4:CE:387:LYS:NZ 4:CE:391:GLY:O 2.36 0.58
4:CJ:130:ARG:HD2 4:CJ:431:GLU:HB2 1.84 0.58
5:GH:139:PRO:HD2 | 5:GH:311:LEU:HD11 1.84 0.58
5:GI:109:ASN:HD21 5:GI:113:MET:HE2 1.68 0.58
5:GK:230:LYS:HB3 5:GK:239:SER:HB3 1.85 0.58
1:AA:242:THR:OG1 1:AA:252:LEU:O 2.19 0.58
2:AC:18:LEU:O 2:AC:22:LEU:HG 2.03 0.58
4:CJ:435:ALA:O 4:CJ:455:ASN:ND2 2.36 0.58
5:EA:155:ILE:HG21 5:EA:199:PHE:HE2 1.66 0.58
5:EB:177:TYR:HA 5:EB:200:VAL:HG12 1.85 0.58
5:FA:159:SER:HA 5:FA:267:GLN:HE21 1.68 0.58
5:GB:83:ARG:HH21 5:GB:133:PRO:HG2 1.68 0.58
5:GD:73:ASP:O 5:GD:358:GLY:N 2.36 0.58
5:GF:92:PHE:HB2 5:GF:113:MET:HE1 1.85 0.58
5:GF:194:ASP:OD1 5:GF:215:SER:OG 2.16 0.58
1:AD:73: THR:HG21 1:AD:92:ALA:HB2 1.85 0.58
1:AE:27:LYS:HE3 1:AE:429:1LE:HD12 1.86 0.58
3:BD:144:ALA:O 3:BD:154:HIS:NE2 2.33 0.58
4:CB:364:LYS:HD2 4:CB:413:LEU:HD13 1.85 0.58
4:CG:308:ALA:HB2 | 4:CG:467:VAL:HG21 1.85 0.58
5:FD:145:ALA:HB2 5:FD:285:PRO:HD3 1.84 0.58
5:FG:32:LYS:NZ 5:FG:361:GLU:OE2 2.28 0.58
5:GI:209: VAL:HG23 5:GI:226:SER:HB2 1.86 0.58
1:AD:380:ASP:O 1:AD:382:LYS:NZ 2.37 0.58
3:BB:138:GLY:HA2 3:BB:159:SER:HA 1.85 0.58
3:BE:91:GLN:HE22 3:BE:237:LYS:HG2 1.68 0.58
3:BG:114:LEU:HA 3:BG:117:ILE:HD12 1.84 0.58
4:CC:5:ILE:O 4:.CC:9:MET:HG2 2.02 0.58
4:CJ:350:ALA:HB2 4:CJ:400:VAL:HG12 1.86 0.58
5:DE:102:ASP:0OD1 5:DE:103:GLU:N 2.36 0.58
5:DE:207:TRP:HB2 5:DE:229:LEU:HB2 1.83 0.58
5:DK:158:ASN:ND2 5:DK:160:THR:O 2.36 0.58
5:EJ:187:ASP:OD1 5:EJ:191:ASN:N 2.36 0.58
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5:FA:179:LYS:NZ 5:FA:273:ASN:O 2.35 0.58
5:FC:43:ALA:HB1 5:GC:62:ASP:HB2 1.86 0.58
5:GD:300:VAL:HG22 | 5:GD:310:VAL:HG22 1.84 0.58
3:BE:197:GLU:HB2 3:BE:231:LYS:HE2 1.84 0.58
4:CK:92:MET:SD 4:CK:492:LEU:HD12 2.44 0.58
5:FI:108:VAL:HG12 5:F1:114:GLN:HA 1.85 0.58
3:BH:43:PRO:HB2 4:CI:483:SER:HA 1.85 0.58
3:BL:20:GLN:HB3 3:BL:24:MET:HE2 1.85 0.58
4:CB:453:ASN:O 4:CB:457:GLN:N 2.32 0.58
5:DJ:209:VAL:O 5:DJ:226:SER:N 2.32 0.58
5:EC:158:ASN:ND2 5:EC:271:GLY:O 2.37 0.58
5:GK:395:LEU:HD13 | 5:GK:398:LEU:HD12 1.84 0.58
4:CJ:145:LYS:HG2 4:CJ:422:VAL:HA 1.84 0.58
4:CK:186:MET:HG3 | 4:CK:195:PRO:HG3 1.86 0.58
5:GF:96:ASN:ND2 5:GF:109:ASN:OD1 2.36 0.58
5:GH:314:ILE:HD12 | 5:GH:355:LEU:HD21 1.85 0.58
1:AA:341:MET:HG2 1:AA:344:.ILE:HD12 1.85 0.58
1:AD:64:LEU:HD13 | 1:AD:378:VAL:HG13 1.86 0.58
1:AE:169:ALA:HB1 | 1:AE:182:VAL:HG23 1.84 0.58
3:BA:73:VAL:HG23 | 3:BA:250:LEU:HD22 1.85 0.58
4:CK:36:ARG:HH21 4:CK:66:GLU:HG3 1.69 0.58
5:DA:258:PHE:HE2 5:DA:260:LEU:HB2 1.68 0.58
5:DE:402:ARG:NH2 5:EE:378:GLN:OE1 2.37 0.58
5:EF:207:TRP:NE1 5:EF:267:GLN:OE1 2.36 0.58
5:FK:33:SER:HB3 5:FK:365:VAL:HG22 1.84 0.58
1:AA:133:ILE:HG13 | 1:AA:142:LEU:HD23 1.85 0.58
1:AD:187:SER:OG 1:AD:225:GLU:O 2.16 0.58
3:BK:292:MET:HA 3:BK:295:ALA:HB3 1.85 0.58
4:CA:24:ASN:OD1 4:CA:28:ASN:ND2 2.37 0.58
4:CB:185:ARG:NH1 5:DE:350:GLY:O 2.36 0.58
5:FB:399:VAL:O 5:GK:386:GLN:NE2 2.37 0.58
5:FG:318:ASN:ND2 5:FG:351:ASN:OD1 2.37 0.58
5:GF:100:LYS:NZ 5:GF:109:ASN:O 2.37 0.58
3:BJ:263:LEU:HD21 | 3:BJ:267:ARG:HH21 1.69 0.57
4:CB:193:ALA:O 4:CJ:53:TRP:NE1 2.36 0.57
4:CK:185:ARG:NH1 5:DK:304:SER:O 2.37 0.57
5:DC:153:MET:HE3 5:DC:262:PHE:HE1 1.69 0.57
5:DD:200:VAL:HB 5:DD:208:ALA:HB3 1.84 0.57
5:DE:198:TYR:HB2 5:DE:210:TYR:HB2 1.85 0.57
5:DI:249: THR:HG23 5:DI:251:ASN:H 1.68 0.57
5:EI:123:THR:OG1 5:E1:124:PRO:HD3 2.04 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
4:CJ:549:LEU:HD12 4:CJ:552:ILE:HD12 1.86 0.57
4:CK:145:LYS:HE3 4:CK:424:-MET:HG3 1.86 0.57
5:GB:107:LEU:HD22 | 5:GB:115:LEU:HD22 1.86 0.57
5:GC:83:ARG:HG3 5:GC:93:TYR:HE1 1.69 0.57
5:GI:370:GLU:O 5:GI:374:MET:N 2.35 0.57
3:BD:80:LEU:HB3 3:BD:247:ARG:HD2 1.85 0.57
4:CA:531:TYR:OH 5:DE:24:ALA:O 2.19 0.57
4:CE:312:GLN:HE21 | 4:CE:459:LEU:HD22 1.69 0.57
5:EA:200:VAL:HG23 | 5:EA:208:ALA:HB3 1.87 0.57
1:AB:9:VAL:O 1:AB:12:ASN:ND2 2.38 0.57
1:AD:157:ARG:HB2 1:AD:171:ILE:HD11 1.84 0.57
1:AE:43:LYS:HE2 1:AE:311:ALA:HB1 1.85 0.57
3:BB:160:VAL:HG22 4:CJ:451:SER:HB3 1.86 0.57
3:BG:16:ILE:HD13 3:BG:300:SER:HB3 1.86 0.57
4:CC:313:HIS:CE1 4:CC:435:ALA:H 2.23 0.57
4:CG:346:VAL:HG13 | 4:CG:403:GLY:HA3 1.86 0.57
4:CI:231:ASN:HD22 4:CI:270:ILE:HD11 1.70 0.57
5:ED:212:HIS:HB2 5:ED:222:PRO:HG3 1.85 0.57
5:EH:402:ARG:HD2 5:FH:375:ILE:HG12 1.86 0.57
5:EK:280:GLN:NE2 5:EK:282:GLY:H 2.02 0.57
5:FH:318:ASN:HB2 5:FH:352:PHE:CE1 2.39 0.57
5:GD:105:ARG:HH21 5:GD:140:ASN:H 1.52 0.57
3:BH:66:ARG:NE 3:BH:261:ASP:OD1 2.29 0.57
4:CH:329:SER:OG 4:CH:425:ASN:N 2.37 0.57
5:DH:285:PRO:HG3 5:EG:268:GLN:HB3 1.85 0.57
5:FK:230:LYS:HB3 5:FK:239:SER:HB2 1.85 0.57
2:AC:346:ILE:HG22 2:AC:357:ILE:HG22 1.87 0.57
4:CB:284:LEU:HD23 | 4:CB:287:ARG:HH12 1.68 0.57
5:DK:143:MET:HE1 | 5:DK:307:GLN:HB2 1.87 0.57
5:EA:159:SER:HB2 5:EA:267:GLN:HG2 1.86 0.57
5:FA:190:GLY:O 5:FB:269:ASN:ND2 2.38 0.57
5:FF:249:THR:0G1 5:FF:253:ALA:O 2.19 0.57
5:FK:74:VAL:HG11 5:FK:355:LEU:HD23 1.86 0.57
5:GD:195:MET:HA 5:GD:195:MET:HE3 1.86 0.57
5:GG:249:THR:HG22 | 5:GG:255:ALA:HB2 1.87 0.57
1:AA:319:ARG:NH1 3:BF:247:ARG:HD2 2.19 0.57
3:BG:203:MET:HE1 3:BG:236:LEU:HG 1.86 0.57
3:BI:72:LYS:HG3 3:BI:172:ILE:HD11 1.86 0.57
3:BJ:133:ARG:NH1 4:CK:125:GLU:OE2 2.38 0.57
5:EC:147:SER:HB2 5:EC:188:SER:HA 1.87 0.57
5:FB:177:TYR:HA 5:FB:200:VAL:HG12 1.87 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
5:FK:316:LEU:HD11 | 5:FK:355:LEU:HD11 1.85 0.57
1:AD:54:LEU:HD13 | 1:AD:394:VAL:HG11 1.85 0.57
1:AE:175:LYS:HB2 1:AE:178:GLU:HB2 1.87 0.57
4:CA:142:ASN:HD22 4:CA:145:LYS:HE3 1.70 0.57
5:EA:166:LYS:HD2 5:EA:168:PRO:HD2 1.86 0.57
5:FG:179:LYS:NZ 5:FG:273:ASN:O 2.35 0.57
5:GF:120:ALA:HB2 5:GF:127:ILE:HG13 1.87 0.57
5:GF:142:LEU:HG 5:GF:285:PRO:HB2 1.85 0.57
3:BD:48:GLN:HA 3:BD:51:VAL:HG22 1.86 0.57
3:BE:36:VAL:HG13 3:BE:41:ASP:HB2 1.86 0.57
4:CA:361:THR:HG22 | 4:CA:378:ALA:HB3 1.87 0.57
4:CE:27:ASN:O 4:CK:531:TYR:OH 2.19 0.57
5:DI:226:SER:HB3 5:DI:243:VAL:HG21 1.87 0.57
5:E1:230:LYS:HB3 5:E1:239:SER:H 1.69 0.57
5:FB:4:GLN:NE2 5:FB:48:GLY:O 2.37 0.57
5:FK:86:ASP:0OD1 5:FK:87:SER:N 2.36 0.57
5:FK:173:ASP:0D2 5:FK:176:SER:N 2.38 0.57
5:GB:153:-MET:HE1 5:GB:181:GLY:HA3 1.86 0.57
3:BH:231:LYS:HA 3:BH:234:ARG:HD3 1.87 0.57
4:CH:357:LYS:NZ 4:CH:469:GLY:O 2.38 0.57
5:EC:284:LYS:O 5:EC:305:ASN:ND2 2.29 0.57
5:EF:232:ASN:0OD1 5:EF:233:GLU:N 2.37 0.57
5:EG:193:HIS:CD2 5:EG:247:-THR:HG21 2.40 0.57
5:GC:54:ALA:HB3 5:GD:110:MET:HE1 1.85 0.57
5:GG:148: THR:HG21 | 5:GG:185:VAL:HG12 1.85 0.57
5:GH:372:VAL:HA 5:GH:375:ILE:HD12 1.85 0.57
1:AE:39:ALA:O 1:AE:43:LYS:HG2 2.05 0.56
3:BL:26:LEU:O 3:BL:30:MET:HG2 2.05 0.56
4:CA:179:LEU:HD11 | 4:CA:205:LEU:HD12 1.86 0.56
4:CB:141:VAL:HG13 4:CB:145:LYS:NZ 2.20 0.56
4:CC:21:THR:O 4:CC:25:ASN:ND2 2.38 0.56
5:FB:390: THR:HG21 5:GA:374:MET:SD 2.45 0.56
5:FC:152:SER:HB3 5:FC:279:ASN:HB3 1.87 0.56
5:GI:94:SER:HB2 5:GI:332: VAL:HG12 1.86 0.56
4:CJ:36:ARG:HH21 4:CJ:66:GLU:HG3 1.71 0.56
5:GD:287:ASP:OD1 5:GD:288:LEU:N 2.38 0.56
5:GF:305:ASN:ND2 5:GF:307:GLN:HB2 2.20 0.56
1:AB:123:ASP:HB3 1:AB:150:ASP:HB3 1.87 0.56
1:AE:160:ILE:HG13 1:AE:167:ILE:HD12 1.87 0.56
3:BB:66:ARG:HD3 3:BB:260:LEU:HB3 1.87 0.56
3:BE:133:ARG:NH2 4:CH:123:ASN:OD1 2.38 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
3:BG:310:MET:HE1 3:BK:299:ALA:HB2 1.87 0.56
3:BJ:4:SER:H 3:BJ:7:MET:HE2 1.70 0.56
4:CC:171:ASN:OD1 4:CC:175:GLN:NE2 2.38 0.56
4:CC:430:ASN:HB3 4:CC:433:GLU:HG3 1.87 0.56
4:CF:91:GLN:HB3 4:CF:286:PHE:CE1 2.41 0.56
4:CH:228:THR:HB 4:CH:234: THR:HG23 1.87 0.56
5:DE:110:MET:HA 5:DE:110:MET:HE3 1.87 0.56
5:DG:94:SER:HB2 5:D@G:332:VAL:HG12 1.87 0.56
5:DH:195:-MET:HA 5:DH:195:MET:HE3 1.87 0.56
5:FD:207: TRP:HB2 5:FD:229:LEU:HB2 1.88 0.56
5:FH:159:SER:N 5:FH:268:GLN:O 2.36 0.56
5:GB:100:LYS:NZ 5:GB:109:ASN:O 2.38 0.56
5:GB:327:SER:HB2 5:GK:46:LYS:HZ1 1.70 0.56
5:GD:92:PHE:HB3 5:GD:332:VAL:HB 1.86 0.56
5:GH:109:ASN:OD1 5:GH:113:MET:N 2.38 0.56
5:GH:117:GLY:HA2 | 5:GH:315:VAL:HG13 1.88 0.56
3:BA:297:LEU:HG 3:BA:301:TYR:HE1 1.69 0.56
3:BE:137:ALA:HB2 3:BE:145:PRO:HG3 1.88 0.56
3:BL:235:GLY:HA2 3:BL:238:ASN:HD21 1.71 0.56
4:CE:107:SER:O 4:CE:111:GLN:HG2 2.06 0.56
5:EB:196:ASN:OD1 5:EB:214:SER:OG 2.18 0.56
5:EH:195:-MET:HA 5:EH:195:MET:HE3 1.87 0.56
5:EJ:254:THR:N 5:F1:233:GLU:OE2 2.38 0.56
2:AC:129:ARG:HB2 2:AC:146:LEU:HB2 1.87 0.56
3:BE:302:LYS:HE3 3:BF:317:ARG:HA 1.87 0.56
3:BK:36:VAL:HG23 3:BK:41:ASP:HB2 1.88 0.56
4:CF:327:PHE:HB3 4:CF:428:VAL:HB 1.88 0.56
4:CH:348:LEU:HG 4:CH:402:VAL:HA 1.85 0.56
5:EE:197:VAL:HG12 | 5:EE:211: THR:HG22 1.87 0.56
5:GF:163:VAL:HA 5:GF:201:LYS:HD3 1.88 0.56
1:AA:116:THR:HG22 1:AA:118:LYS:H 1.71 0.56
1:AA:408:GLN:HA 1:AA:411:VAL:HG12 1.86 0.56
2:AC:61:ASN:HA 2:AC:64:LEU:HB2 1.88 0.56
3:BH:203:MET:HE2 3:BH:232:THR:HA 1.87 0.56
3:BI:30:MET:HE2 3:BI:286:VAL:HG12 1.87 0.56
3:BJ:35:ARG:NH2 3:BJ:280:ASP:O 2.38 0.56
5:DD:203:LYS:HB2 5:DD:206:GLU:HB2 1.86 0.56
5:FB:33:SER:HB3 5:FB:365:VAL:HG22 1.88 0.56
5:FF:40:ASP:O 5:FF:52:LYS:NZ 2.37 0.56
5:FJ:201:LYS:HD3 5:FJ:207: TRP:CZ2 2.40 0.56
5:GB:61:THR:O 5:GB:364:ASN:ND2 2.38 0.56
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:BB:20:GLN:HA 3:BB:23:TRP:NE1 2.19 0.56
3:BG:133:ARG:NE 3:BG:138:GLY:O 2.38 0.56
4:.CD:337:SER:OG 4:CD:341:ASN:ND2 2.38 0.56
5:DA:207:TRP:O 5:DA:229:LEU:N 2.39 0.56
5:GI:143:MET:HE1 5:GI:307:GLN:HB2 1.88 0.56
1:AB:58:GLN:HB2 1:AB:394:VAL:HG11 1.86 0.56
4:CD:170:ASN:ND2 4:CD:244:LEU:O 2.36 0.56
5:DD:57:THR:HG21 5EE:110:MET:HE1 1.88 0.56
5:EB:392:ASP:OD1 5:FK:379:ARG:NE 2.39 0.56
5:FE:315:VAL:HG21 | 5:FE:344:LEU:HD23 1.88 0.56
5:GG:79:ASN:O 5:GG:353:GLY:N 2.25 0.56
5:GJ:187:ASP:0D2 5:GJ:191:ASN:ND2 2.37 0.56
1:AE:97:ILE:O 1:AE:261:ALA:HB3 2.06 0.56
3:BC:8:MET:SD 3:BC:307:-MET:HE3 2.46 0.56
3:BE:93:LYS:HE2 3:BE:110:LEU:HD22 1.87 0.56
3:BG:90:ALA:O 3:BG:94:ILE:HG12 2.06 0.56
4:CA:312:GLN:HA 4:CA:315:LYS:HD2 1.87 0.56
4:CF:339:SER:HA 4:CF:344:LYS:HE3 1.88 0.56
4:CG:364:LYS:HB2 4:CG:375:THR:0OG1 2.05 0.56
5:DH:246: THR:HG22 | 5:DH:257: THR:HG22 1.88 0.56
5:EA:49:LEU:HB3 5:FA:64: THR:HG22 1.87 0.56
5:ED:48:GLY:HA3 5:FE:21:ASN:ND2 2.21 0.56
5:FF:194:ASP:N 5:FF:215:SER:OG 2.35 0.56
5:FH:123: THR:0G1 5:FH:124:PRO:HD3 2.05 0.56
5:GH:241:GLY:HA2 5:GH:262:PHE:HB2 1.87 0.56
3:BC:66:ARG:HG2 3:BC:164:VAL:HB 1.88 0.56
3:BE:165:ASP:HB2 3:BE:260:LEU:HD21 1.87 0.56
3:BG:256:GLU:HG3 3:BK:120:GLN:HA 1.88 0.56
3:BG:283:TRP:0O 3:BG:287:ILE:HG13 2.06 0.56
3:BL:234:ARG:O 3:BL:238:ASN:ND2 2.39 0.56
5:FJ:148:- THR:HG21 5:FJ:185:VAL:HB 1.89 0.56
5:GD:379:ARG:HH12 | 5:GD:383:SER:HB3 1.71 0.56
5:GF:73:ASP:O 5:GF:358:GLY:N 2.28 0.56
4:CG:499:GLN:HA 4:CG:502:VAL:HG12 1.89 0.55
5:DF:273:ASN:C 5:DF:273:ASN:HD22 2.08 0.55
5 FF:72:LEU:HD21 5 FF:291: TYR:HE2 1.70 0.55
5:GD:212:HIS:HB2 5:GD:222:PRO:HG3 1.87 0.55
2:AC:238:ARG:HH21 2:AC:243:VAL:HA 1.71 0.55
1:AE:357:ILE:HD11 | 1:AE:362:LEU:HD13 1.88 0.55
4:CF:170:ASN:HB3 4:CF:174:LYS:NZ 2.21 0.55
4:CJ:366:VAL:HG13 4:CJ:373:GLN:HB3 1.88 0.55
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Atom-1 Atom-2 distance (A) overlap (A)

5:DA:154:GLN:HB3 5:DA:277:ALA:HB3 1.86 0.55
5:EB:94:SER:HB2 5:EB:332:VAL:HG12 1.87 0.55
5:EE:70:ARG:NH2 5:EE:99:PHE:O 2.38 0.55
5:FB:254: THR:HG23 | 5:GK:233:GLU:HG3 1.88 0.55
5:GF:4:GLN:HA 5:GF:49:LEU:HD22 1.88 0.55
5:GK:80:GLY:HA3 5:GK:316:LEU:HD23 1.87 0.55
4:CB:337:SER:HA 4:CB:412:PHE:HD1 1.70 0.55
4:CD:153:ASP:HA 4:CD:156:LYS:HD2 1.88 0.55
5:EI:33:SER:HB3 5:E1:365:VAL:HG22 1.88 0.55
5:EJ:229:LEU:HD22 5:EJ:237:LEU:HD11 1.88 0.55
5:FA:125:PRO:HG2 5:FA:309:GLN:HB2 1.88 0.55
5:FD:226:SER:HB3 5:FD:243:VAL:HG11 1.89 0.55
5:F1:94:SER:HB3 5:FI:332:VAL:HG12 1.87 0.55
1:AA:69:LEU:HB2 1:AA:271:LYS:HD3 1.89 0.55
1:AD:92:ALA:HA 1:AD:265:VAL:HB 1.88 0.55
3:BC:292:MET:HE2 3:BD:9:TYR:HB3 1.89 0.55
4:CC:36:ARG:NE 4:CC:515:GLY:O 2.36 0.55
4:CI:.92:MET:HG3 4:CI:489: THR:HG22 1.89 0.55
5:FD:108:VAL:HG12 5:FD:114:GLN:HA 1.88 0.55
1:AB:102:LEU:HD11 1:AB:256:LYS:HA 1.88 0.55
1:AB:318:VAL:O 1:AB:322:GLN:HG2 2.07 0.55
3:BG:3:ILE:HG12 3:BK:24:MET:HE1 1.88 0.55
4:CC:149:GLN:NE2 4:CC:153:ASP:0OD2 2.34 0.55
5:FD:327:SER:HG 5:FD:333: TRP:CD1 2.24 0.55
5:FJ:120:ALA:HB1 5:FJ:125:PRO:HB2 1.87 0.55
5:FK:94:SER:HB2 5:FK:332:VAL:HG12 1.89 0.55
5:GB:329:GLY:HA2 5:GK:42:PHE:HD2 1.72 0.55
5:GE:75:ALA:HB3 5:GE:356:THR:HB 1.89 0.55
1:AD:188:GLY:H 1:AD:224:ALA:HB1 1.71 0.55
3:BA:63:ALA:O 3:BA:66:ARG:HG2 2.07 0.55
3:BA:230:ASP:0OD2 3:BA:234:ARG:NH2 2.39 0.55
3:BD:215:VAL:HB 3:BD:222:LYS:HG2 1.87 0.55
3:BI:112: THR:O 3:BI:115:GLN:HG3 2.07 0.55
4:CB:505:GLN:NE2 4:CF:197:ASP:0OD2 2.35 0.55
4:CD:299:GLY:HA3 4:CD:417:VAL:HB 1.89 0.55
4:CF:348:LEU:HD21 4:.CF:372: TRP:HZ3 1.72 0.55
4:CG:90:GLU:OE1 4:CG:94:LYS:NZ 2.40 0.55
4:CK:229:MET:HB2 | 4:CK:235:LEU:HD21 1.88 0.55
5:DE:154:GLN:HG2 5:DE:277:ALA:HB3 1.87 0.55
5:ED:261:SER:HB3 5:ED:263:LEU:HD23 1.88 0.5
5:FC:94:SER:HB2 5:FC:332:VAL:HG12 1.88 0.55
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Atom-1 Atom-2 distance (A) overlap (A)

5:FD:207:-TRP:O 5:FD:229:LEU:N 2.32 0.55
5:FE:166:LYS:HG2 5:FE:168:PRO:HD2 1.88 0.55
5:GC:384:ASN:C 5:GC:384:ASN:ND2 2.60 0.55
5:GH:216:ASP:HA 5:GH:250:ILE:HD11 1.89 0.55
3:BH:288:SER:HB2 3:BJ:13:MET:HE2 1.88 0.55
3:BK:48:GLN:HA 3:BK:51:VAL:HG22 1.89 0.55
3:BL:268:ALA:HA 3:BL:272:LYS:HE2 1.88 0.55
4:CG:318:ASP:OD1 4:CG:322:ASN:N 2.38 0.55
5:DC:187:ASP:OD1 5:DC:191:ASN:N 2.40 0.55
5:DG:155:1LE:HG13 5:DG:275:ILE:HA 1.89 0.55
5:DI:187:ASP:OD1 5:DI:191:ASN:N 2.39 0.55
5:EF:382:GLN:HB3 | 5:EG:399:VAL:HG11 1.89 0.55
5:EG:70:ARG:NH2 5:EG:99:PHE:O 2.40 0.55
5:FB:179:LYS:HD2 5:FB:273:ASN:HB3 1.89 0.55
5:GB:111:GLN:NE2 5:GB:330:ASP:0OD1 2.33 0.55
1:AA:R2:LEU:HD21 1:AA:97:ILE:HD12 1.89 0.55
1:AE:51:LYS:HG2 1:AE:404:ILE:HD12 1.87 0.55
1:AE:358:ASP:HB3 1:AE:361:LYS:HB3 1.89 0.55
4:CF:212:ILE:O 4:CF:279:SER:OG 2.23 0.55
4:CH:185:ARG:NH2 5:DG:350:GLY:O 2.37 0.55
4:CH:318:ASP:OD1 4:CH:322:ASN:N 2.37 0.55
5:DC:265:SER:O 5:DC:266:MET:HE2 2.07 0.55
5:EF:269:ASN:ND2 5:EG:190:GLY:O 2.40 0.55
5:FA:186:TYR:HE2 5:FA:280:GLN:HE22 1.55 0.55
5:FF:184:THR:HA 5:FF:194:ASP:HA 1.88 0.55
5:FK:229:LEU:HD12 | 5:FK:237:LEU:HD11 1.89 0.5
5:GE:35:THR:N 5:GE:57:THR:O 2.34 0.55
1:AB:214:ASN:ND2 1:AB:225:GLU:OE1 2.39 0.55
3:BD:184:THR:OG1 3:BD:238:ASN:OD1 2.25 0.55
3:BD:246:VAL:O 3:BD:249:GLU:HG3 2.07 0.55
3:BL:309:GLY:O 3:BL:313:PHE:N 2.38 0.55
4:CF:53:TRP:NE1 4:CH:193:ALA:O 2.35 0.55
4:CI:183:ILE:O 4:CIL:187:THR:OG1 2.14 0.55
5:DB:149:THR:OG1 5:DB:281:ASN:ND2 2.35 0.55
5:DE:398:LEU:HD21 5:EE:368:SER:HA 1.88 0.55
5:DG:196:ASN:HD22 5:DG:197:VAL:N 2.03 0.55
5:E1:196:ASN:OD1 5:El:214:SER:OG 2.24 0.55
5:FD:149: THR:OG1 5:FD:281:ASN:ND2 2.38 0.55
5:GE:83:ARG:HD2 5:GE:344:LEU:HD21 1.88 0.55
1:AA:7:LEU:HD12 1:AA:12:ASN:HA 1.89 0.55
1:AA:43:LYS:HG2 1:AA:312:LEU:HD21 1.89 0.55
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Atom-1 Atom-2 distance (A) overlap (A)

1:AA:168:ALA:HB1 1:AB:91:ALA:HBI1 1.89 0.55
1:AA:431:GLU:O 1:AA:435:ARG:HG2 2.06 0.55
3:BK:105:ASP:OD1 3:BK:106:ASP:N 2.40 0.55
3:BL:310:MET:HA 3:BL:313:PHE:HB3 1.88 0.55
5:DB:232:ASN:OD1 5:DB:233:GLU:N 2.40 0.55
5:DD:166:LYS:HG2 5:DD:168:PRO:HD2 1.89 0.55
5:DD:402:ARG:NH2 | 5:EC:390:THR:OG1 2.40 0.55
5:ED:85:VAL:HG12 5:ED:91:VAL:HG12 1.88 0.55
5EG:177:TYR:HA 5:EG:200:VAL:HG12 1.89 0.55
5:FE:108:VAL:HG12 5:FE:114:GLN:HA 1.88 0.55
5:GH:379:ARG:HD2 | 5:GI:399:VAL:HGI11 1.88 0.55
5:GJ:7T7:SER:OG 5:GJ:354:LYS:N 2.40 0.55
5:GJ:318:ASN:HB2 5:GJ:352:PHE:CE1 2.42 0.55
5:GK:359:ALA:C 5:GK:360:LEU:HD12 2.32 0.55
3:BC:134:TYR:HB3 3:BC:145:PRO:HD3 1.88 0.54
3:BE:86:ALA:HB1 3:BE:121:LEU:HD21 1.89 0.54
3:BH:146:PHE:HE1 3:BH:153:TYR:HD1 1.55 0.54
4:CK:524:ASN:OD1 4:CK:527:ARG:NH2 2.41 0.54
5:DD:145:ALA:HB2 5:DD:285:PRO:HD3 1.89 0.54
5:DD:211:THR:HG21 | 5:DD:245:1LE:HG13 1.89 0.54
5:EA:187:ASP:OD1 5:EA:191:ASN:N 2.37 0.54
5:FC:293:ILE:O 5:FC:357:ASN:ND2 2.39 0.54
5:FI:117:GLY:HA3 5:FI:136:1LE:HD11 1.90 0.54
5:FK:117:GLY:HA2 | 5:FK:315:VAL:HG12 1.89 0.54
5:GG:185:VAL:HG23 5:GG:193:HIS:HB2 1.89 0.54
3:BG:65:ALA:HB2 4:CG:118:GLN:HE21 1.72 0.54
4:CB:227.LEU:HB2 4:CB:236:VAL:HB 1.88 0.54
4:CD:171:ASN:ND2 4:CH:487:ASN:OD1 2.40 0.54
4:CE:529:GLN:HG3 | 4:CK:545:LEU:HD21 1.89 0.54
4:CK:186:MET:HA | 4:CK:189:VAL:HG12 1.89 0.54
5:DH:203:LYS:NZ 5:DH:204:ASP:O 2.40 0.54
5:FA:303:TYR:HE1 5:FA:309:GLN:HG2 1.73 0.54
5:GJ:319:PHE:HD?2 5:GJ:325:LEU:HD21 1.72 0.54
5:GK:102:ASP:0OD1 5:GK:103:GLU:N 2.35 0.54
2:AC:24:LYS:HD2 2:AC:27:-LYS:HE2 1.89 0.54
1:AD:92:ALA:O 1:AD:95:TYR:OH 2.24 0.54
3:BE:137:ALA:O 3:BE:156:GLY:N 2.36 0.54
3:BG:111:ALA:HB2 3:BG:211:LEU:HB2 1.87 0.54
4:CB:116:SER:HB3 4:CB:133:LEU:HG 1.89 0.54
4:CC:98:LEU:HD11 4:CC:150:TYR:HB3 1.89 0.54
5:DD:179:LYS:HB3 5:DD:199:PHE:HD2 1.73 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
5:DG:193:HIS:HA 5:DG:215:SER:HB2 1.88 0.54
5:DH:207: TRP:O 5:DH:229:LEU:N 2.36 0.54
5:DI:105:ARG:O 5:DI:137:THR:0G1 2.20 0.54
5:DI:162:PRO:O 5:DI:178:ASN:ND2 2.41 0.54
5:FB:258: PHE:HE2 5:FB:260:LEU:HD12 1.71 0.54
5:FG:86:ASP:OD1 5:FG:87:SER:N 2.40 0.54
5:FG:284:LYS:0O 5:FG:305:ASN:ND2 2.37 0.54
5:FH:227: THR:HB 5:FH:243:VAL:HG11 1.89 0.54
1:AD:202:LYS:O 1:AD:206:LEU:HG 2.07 0.54
1:AD:442:GLN:O 1:AD:446:MET:HG2 2.07 0.54
3:BH:203:MET:HE1 3:BH:235:GLY:HA3 1.90 0.54
4:CD:354:ASP:HB3 4:CD:397:GLY:HA2 1.88 0.54
4:CF:349: THR:H 4:CF:401:THR:HB 1.72 0.54
5:DB:107:LEU:HD23 | 5:DB:115:LEU:HD23 1.90 0.54
5:GB:194:ASP:O 5:GB:196:ASN:ND2 2.39 0.54
1:AA:175:LYS:HE2 1:AA:175:LYS:HA 1.88 0.54
1:AA:246:ALA:HB3 1:AA:247:PRO:HD3 1.90 0.54
1:AD:446:MET:HE3 3:BB:284:ASN:HB2 1.90 0.54
3:BB:23: TRP:HZ3 3:BL:304:PHE:HD1 1.54 0.54
3:BH:122:MET:HA 3:BH:122:MET:HE3 1.88 0.54
4:CG:466:ASN:HB3 | 4:CG:473: THR:HG22 1.90 0.54
4:CJ:1:MET:HB3 4:CJ:4:LEU:HB2 1.89 0.54
4:CJ:321:GLY:HA3 4:CJ:442:LEU:HG 1.88 0.54
4:CJ:329:SER:OG 4:CJ:423:ASP:0O 2.23 0.54
5:DI:155:1LE:O 5:DI:265:SER:OG 2.19 0.54
5:ED:232:ASN:OD1 5:ED:233:GLU:N 2.41 0.54
5:GD:142:LEU:HD21 | 5:GD:285:PRO:HB2 1.89 0.54
5:GE:38:PHE:HB3 5:GF:28: THR:HA 1.89 0.54
5:GJ:177:-TYR:OH 5:GJ:180:LYS:NZ 2.20 0.54
3:BA:70:THR:HG22 | 3:BA:257:LEU:HD13 1.90 0.54
3:BD:133:ARG:HH22 4:CF:125:GLU:H 1.54 0.54
4:CF:438:SER:HB2 4:CF:454:ARG:HB2 1.89 0.54
5:DF:203:LYS:HE3 5:DF:206:GLU:HG3 1.88 0.54
5:DK:227:THR:HB 5:DK:243:VAL:HG23 1.88 0.54
5:DK:245:1LE:HG22 5:DK:260:LEU:HB3 1.89 0.54
5:GC:297:GLY:HA3 5:GC:314:ILE:HG22 1.90 0.54
5:GD:39:ALA:HB2 5:GD:54:ALA:HB2 1.89 0.54
5:GG:366:ASP:0D2 5:GG:369:LYS:NZ 2.41 0.54
3:BA:35:ARG:NH1 3:BA:42:ASP:0OD2 2.40 0.54
4:CF:158:VAL:HG21 4:CF:286:PHE:CE2 2.41 0.54
5:DC:180:LYS:HG2 5:DC:196:ASN:HB2 1.88 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
5:EA:188:SER:OG 5:EB:234:ASN:OD1 2.26 0.54
5:EB:86:ASP:OD1 5:EB:87:SER:N 2.39 0.54
5:EB:193:HIS:CE1 5:EB:250:1ILE:HD13 2.43 0.54
5:FH:211:THR:HG21 | 5:FH:245:1LE:HD13 1.90 0.54
5:FJ:127:ILE:HD11 5:FJ:310: VAL:HG11 1.90 0.54
5:FJ:254: THR:H 5:GI:233:GLU:CD 2.15 0.54
5:GE:16:LEU:O 5:GE:20:GLY:N 2.34 0.54
5:GE:59:ASP:0OD1 5:GE:60:PHE:N 2.39 0.54
2:AC:364:LYS:HA 2:AC:367:LYS:HE3 1.89 0.54
1:AD:209:TYR:HB2 1:AD:216:GLY:HA3 1.89 0.54
3:BB:200:LEU:HD11 | 3:BB:236:LEU:HD23 1.89 0.54
3:BD:150:THR:O 3:BD:199:ASN:ND2 2.40 0.54
3:BG:133:ARG:NH2 3:BG:137:ALA:O 2.41 0.54
3:BJ:43:PRO:HB2 4:CK:483:SER:HA 1.90 0.54
4:CA:304:ALA:HB1 | 4:CA:467:VAL:HG12 1.88 0.54
5:DD:205:ASN:ND2 5:DD:232:ASN:O 2.41 0.54
5:EE:92:PHE:CD2 5EE:113:MET:HE1 2.43 0.54
5:FD:94:SER:HB2 5:FD:332:VAL:HG12 1.90 0.54
5:FK:157:LEU:HD11 5:FK:199:PHE:HD2 1.73 0.54
3:BK:61:GLN:O 4:CC:118:GLN:NE2 2.41 0.54
4:CE:367:PHE:O 4:CE:409:ASN:N 2.40 0.54
4:CK:127:PRO:HB3 | 4:CK:130:ARG:HH21 1.73 0.54
4:CK:271:PRO:HG2 | 4:CK:274:LEU:HD12 1.90 0.54
5:DD:285:PRO:HG3 5:EC:268:GLN:HB3 1.89 0.54
5:DG:145:ALA:HB2 5:DG:285:PRO:HD3 1.89 0.54
5:FB:108:VAL:HG12 5:FB:114:GLN:HA 1.89 0.54
5:GE:393:GLN:HE22 | 5:GF:378:GLN:HG3 1.73 0.54
1:AA:56:LYS:NZ 1:AA:285:SER:HB2 2.23 0.54
1:AE:377:LEU:O 1:AE:386:ILE:N 2.41 0.54
4:CB:365:ILE:HG22 | 4:CB:374:VAL:HG22 1.90 0.54
4:CC:490:SER:O 4:CC:493:LYS:HG3 2.08 0.54
5:DK:46:LYS:HA 5:DK:46:LYS:HE3 1.90 0.54
5:FD:72:LEU:HD21 5:FD:291:TYR:HE2 1.72 0.54
5:GH:76:1ILE:HB 5:GH:95:ARG:HE 1.73 0.54
5:GJ:233:GLU:CD 5:GK:254:THR:H 2.16 0.54
1:AB:326:ARG:NH2 3:BJ:92:GLU:OE2 2.41 0.53
1:AD:136:PRO:HB2 1:AD:191:ASN:HA 1.90 0.53
3:BA:54:GLN:HB2 4:CA:475:ASN:ND2 2.18 0.53
3:BB:19:SER:O 3:BB:22:GLU:HG3 2.08 0.53
3:BD:129:ASP:OD1 3:BD:133:ARG:N 2.41 0.53
4:CI:452:ASP:0OD1 4:CI:452:ASP:N 2.39 0.53
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5:DF:198:TYR:HB2 5:DF:210: TYR:HB2 1.89 0.53
5:DF:207: TRP:HB2 5:DF:229:LEU:HB2 1.90 0.53
5:DH:185:VAL:HA 5:DH:280:GLN:NE2 2.23 0.53
5:EF:70:ARG:NH2 5:EF:99:PHE:O 2.42 0.53
5:EJ:33:SER:HB3 5:EJ:365:VAL:HG22 1.90 0.53
5:FC:187:ASP:OD1 5:FC:191:ASN:N 2.38 0.53
5:FJ:211: THR:HG21 5:FJ:245:ILE:HG13 1.91 0.53
5:GA:123:THR:HB 5:GA:124:PRO:HD3 1.90 0.53
5:GB:11:ALA:O 5:GB:15:ASN:ND2 2.39 0.53
5:GD:206:GLU:OE2 5:GD:230:LYS:NZ 2.41 0.53
5:GD:291:TYR:HA 5:GD:301:GLY:HA2 1.91 0.53
4:CI:304:ALA:HB3 4:CI:468:VAL:HG12 1.90 0.53
5:EA:401:LEU:O 5:EA:402:ARG:NE 2.41 0.53
5:FA:94:SER:HB2 5:FA:332:VAL:HG12 1.90 0.53
5:FA:321:ASN:HD21 5:FC:100:LYS:HD2 1.72 0.53
5:FF:230:LYS:HE2 5:FF:239:SER:HB3 1.90 0.53
5:FH:143:MET:HE3 5:FH:309:GLN:HG3 1.90 0.53
3:BA:263:LEU:HB3 | 3:BA:267:ARG:HH22 1.73 0.53
3:BD:176:GLY:O 3:BD:180:PHE:N 2.41 0.53
3:BL:77:GLU:OE2 3:BI:250:LEU:HB3 2.08 0.53
4:CF:170:ASN:HB3 4:CF:174:LYS:HZ1 1.74 0.53
4:CF:361:THR:HG21 | 4:CF:376:ARG:HD3 1.90 0.53
4:CG:292:ASP:O 4:CG:296:ASN:ND2 2.41 0.53
4:CG:441:LYS:HE2 4:CG:449:GLY:HA3 1.89 0.53
4:CI:437:ALA:HA 4:CI:452:ASP:HB2 1.90 0.53
4:CJ:436:MET:HE3 4:CJ:453:ASN:HB3 1.89 0.53
5:DA:42:PHE:HB2 5:DC:329:GLY:HA2 1.91 0.53
5:EA:187:ASP:HA 5:EA:256:ALA:HB2 1.89 0.53
5:FA:68: THR:HG21 5:FA:360:LEU:HD12 1.90 0.53
5:FI1:32:LYS:NZ 5:F1:361:GLU:OE2 2.35 0.53
5:FI:46:LYS:HA 5:FI:46:LYS:HE3 1.90 0.53
5:GC:123:THR:HB 5:GC:124:PRO:HD3 1.89 0.53
5:GH:324:GLY:O 5:GH:336:THR:OG1 2.21 0.53
1:AB:18:LEU:HD11 1:AB:440:PHE:HE2 1.73 0.53
1:AE:58:GLN:NE2 1:AE:394:VAL:O 2.42 0.53
3:BG:114:LEU:HD23 | 3:BG:117:ILE:HD12 1.90 0.53
3:BH:64:LEU:HG 3:BH:68:PHE:HE2 1.74 0.53
3:BK:186:ASN:OD1 3:BK:241:ASN:ND2 2.42 0.53
4:CE:179:LEU:HD22 | 4:CE:202:ARG:HB2 1.90 0.53
5:FJ:149:THR:OG1 5:FJ:281:ASN:ND2 2.34 0.53
5:GB:93:TYR:O 5:GB:333:TRP:N 2.32 0.53
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5:GC:380:ASN:OD1 5:GD:26:SER:OG 2.21 0.53
5:GD:287:ASP:N 5:GD:304:SER:OG 2.36 0.53
1:AA:408:GLN:O 1:AA:412:ASN:ND2 2.41 0.53
3:BH:168:ARG:NH2 4:CK:138:GLU:O 2.42 0.53
4:CJ:159:ASN:OD1 4:CJ:287:ARG:NH1 2.41 0.53
5:DH:167:-THR:OG1 5:DH:168:PRO:HD3 2.08 0.53
5:EA:125:PRO:HG2 5:EA:309:GLN:HB2 1.89 0.53
5:FB:21:ASN:ND2 5:FK:48:GLY:HA3 2.24 0.53
1:AB:303:GLU:HG2 3:BJ:67:-THR:HG21 1.90 0.53
1:AD:427:ASN:O 1:AD:431:GLU:HG3 2.08 0.53
3:BB:269:LEU:O 3:BB:272:LYS:HG3 2.08 0.53
3:BI:133:ARG:HH21 | 4:CE:125:GLU:HB3 1.73 0.53
4:CB:333:PRO:HB3 4:CB:416:PRO:HA 1.91 0.53
4:CC:348:LEU:HG 4:CC:402:VAL:HA 1.89 0.53
4:CG:242:ARG:NH2 4:CG:261:VAL:O 2.41 0.53
4:CH:331:GLY:HA2 4:CH:423:ASP:HB2 1.90 0.53
4:CI:367:PHE:HB2 4:CI:372:TRP:CZ3 2.43 0.53
5:DG:68:THR:HG21 | 5:DG:360:LEU:HD12 1.91 0.53
5EF:177:TYR:HA 5:EF:200:VAL:HG12 1.89 0.53
5:EF:195:-MET:HE1 5:EF:213:ASP:HB3 1.91 0.53
5:EJ:261:SER:OG 5:EJ:263:LEU:HD23 2.08 0.53
5:FI:19:ILE:HG23 5:F1:370:GLU:HB2 1.90 0.53
5:GA:41:MET:HG3 5:GA:49:LEU:HB2 1.90 0.53
1:AE:30:LEU:HD11 1:AE:425:VAL:HG11 1.90 0.53
1:AE:450:LEU:HD21 | 3:BD:295:ALA:HB2 1.91 0.53
3:BB:284:ASN:OD1 3:BB:285:SER:N 2.39 0.53
3:BH:6:GLN:NE2 4:CI:29:TYR:O 2.42 0.53
3:BJ:46:ALA:HB3 4:CK:482:VAL:HG11 1.88 0.53
4:CF:220:GLN:HG2 4:CF:221:ASP:H 1.74 0.53
5:DK:187:ASP:OD1 5:DK:191:ASN:N 2.42 0.53
5:FH:6:VAL:HG21 5:GG:372:VAL:HG21 1.91 0.53
5:FH:379:ARG:NH2 5:F1:392:ASP:OD1 2.37 0.53
5:GH:39:ALA:O 5:GH:52:LYS:NZ 2.39 0.53
1:AD:346:ILE:HD11 1:AD:355:LEU:HB3 1.90 0.53
3:BA:162:GLN:HB2 3:BA:172:ILE:HD11 1.91 0.53
3:BA:206:THR:HB 3:BA:231:LYS:HZ1 1.74 0.53
3:BH:56:GLN:OE1 3:BH:271:GLN:HB2 2.09 0.53
4:CB:115:THR:O 4:CB:119:THR:HG23 2.09 0.53
5:DB:328:GLN:HB2 | 5:DB:332:VAL:HG23 1.90 0.53
5:ED:284:LYS:O 5:ED:305:ASN:ND2 2.40 0.53
5:FA:187:ASP:0OD1 5:FA:191:ASN:N 2.41 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:417:SER:O 1:AA:421:GLN:HG2 2.09 0.53
1:AB:123:ASP:0OD2 3:BL:107:ARG:NH2 2.39 0.53
2:AC:299:VAL:HG23 2:AC:300:GLU:H 1.73 0.53
3:BK:20:GLN:NE2 4:CG:519:ASP:0OD2 2.29 0.53
4:CA:363:TYR:OH 4:CA:396:ASP:0OD2 2.26 0.53
5:EA:147:SER:HB3 5:EA:188:SER:HA 1.90 0.53
5:FE:384:ASN:O 5:FE:387: THR:OG1 2.23 0.53
5:GA:1:SER:HA 5:GA:391:GLN:HG3 1.91 0.53
5:GJ:178:ASN:N 5:GJ:199:PHE:O 2.41 0.53
2:AC:31:THR:HG23 2:AC:32:PRO:HD3 1.91 0.53
3:BC:57:ALA:O 3:BC:61:GLN:HG3 2.08 0.53
3:BC:190:GLU:HG3 3:BC:192:ASP:H 1.74 0.53
3:BG:111:ALA:HB1 3:BG:208:ILE:HG23 1.91 0.53
3:BH:178:GLN:NE2 3:BH:178:GLN:O 2.42 0.53
3:BI:275:MET:O 3:BI:279:VAL:HG22 2.09 0.53
4:CI:213:VAL:HA 4:CI:278:GLY:HA3 1.89 0.53
4:CK:413:LEU:HD13 4:CK:415:LYS:HE3 1.91 0.53
5:EA:198:TYR:HB2 5:EA:210: TYR:HB2 1.91 0.53
5:FF:188:SER:OG 5:GE:233:GLU:OE2 2.24 0.53
5:F1:62:ASP:OD1 5:F1:63:GLY:N 2.42 0.53
5:GF:93:TYR:O 5:GF:333:TRP:N 2.42 0.53
5:GG:116:THR:HA 5:GG:135:PRO:HA 1.91 0.53
1:AB:331:ASN:HD21 | 1:AB:376:LEU:HD11 1.73 0.52
3:BB:20:GLN:HA 3:BB:23: TRP:CD1 2.44 0.52
3:BC:25:LYS:O 3:BC:28:GLU:HG3 2.09 0.52
3:BE:285:SER:HA 3:BF:13:MET:HE1 1.90 0.52
3:BH:215:VAL:HG12 | 3:BH:221:GLU:HB3 1.90 0.52
3:BJ:246:VAL:O 3:BJ:249:GLU:HG3 2.09 0.52
4:CC:106:LEU:O 4:CC:110:LEU:HG 2.10 0.52
4:.CE:80:ASN:HD21 4:CE:277:-THR:HB 1.75 0.52
4:CG:117:LEU:O 4:CG:121:VAL:HG23 2.08 0.52
5:DK:230:LYS:NZ 5:DK:231:PHE:O 2.41 0.52
5:FC:1:SER:OG 5:FC:391:GLN:OE1 2.21 0.52
1:AB:121:LEU:H 1:AB:149:GLY:HA2 1.74 0.52
1:AB:212:THR:HG23 | 1:AB:213: THR:HG23 1.90 0.52
1:AD:424:SER:HA 1:AD:427:ASN:HD21 1.74 0.52
1:AE:365:VAL:O 1:AE:369:ASN:N 2.40 0.52
3:BA:57:ALA:HB2 4:CA:111:GLN:HG3 1.90 0.52
3:BI:247:ARG:HD2 3:BI:248:ALA:N 2.25 0.52
4:CC:208:GLU:HA 4:CC:211:LYS:HD2 1.91 0.52
4:CH:255:ARG:NH2 4:CH:292:ASP:0OD1 2.43 0.52
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4:CK:454:ARG:HA | 4:CK:457:GLN:HE22 1.74 0.52
5:EH:280:GLN:OFE1 5:EH:282:GLY:N 2.40 0.52
5:FE:123: THR:HB 5:FE:124:PRO:HD3 1.91 0.52
5:FF:298: THR:HG22 | 5:FF:313:GLN:HE21 1.74 0.52
5:FH:41:MET:HB3 5:FH:49:LEU:HD12 1.90 0.52
5:FI:161:ASP:0D2 5:FI:178:ASN:ND2 2.42 0.52
5:FJ:93:TYR:HE2 5:FJ:335:ALA:HB2 1.75 0.52
2:AC:84:VAL:HG22 | 2:AC:252:LEU:HD22 1.90 0.52
1:AD:163:ALA:HB3 1:AD:167:ILE:HD11 1.90 0.52
1:AE:83:LYS:HB3 1:AE:253:THR:HB 1.90 0.52
3:BA:308:GLN:NE2 4:CC:530:GLN:OE1 2.39 0.52
3:BG:158:LYS:HE3 | 4:CG:454:ARG:HH22 1.75 0.52
4:CA:108:GLY:HA2 4:CA:111:GLN:NE2 2.23 0.52
4:CG:79:GLN:HG3 4:CG:211:LYS:HD2 1.91 0.52
4:CG:85:LEU:HD21 4:CG:499:GLN:HG2 1.91 0.52
4:CK:94:LYS:HA 4:CK:97:ASN:HD21 1.74 0.52
5:DA:210:TYR:HE1 5:DA:225:ALA:HA 1.73 0.52
5:DB:155:ILE:HD13 5:DB:199:PHE:CE2 2.44 0.52
5:EH:92:PHE:CD2 5:EH:113:MET:HE1 2.43 0.52
5:FF:327:SER:HG 5:FF:333: TRP:CD1 2.27 0.52
5:F1:145:ALA:HB2 5:FI:285:PRO:HD3 1.90 0.52
5:GI:80:GLY:HA3 5:GI:316:LEU:HD13 1.91 0.52
5:GJ:213:ASP:0OD2 5:GJ:247:-THR:0G1 2.27 0.52
1:AB:135:GLN:HG3 1:AB:142:LEU:HB2 1.91 0.52
1:AB:270: THR:HA 1:AB:273:LYS:HD2 1.91 0.52
1:AD:386:ILE:O 1:AD:389:LYS:HG3 2.09 0.52
3:BH:54:GLN:NE2 4:CI:475:ASN:OD1 2.25 0.52
3:BI:141: THR:HG23 4:CE:451:SER:HB2 1.91 0.52
4:CD:338:ASN:OD1 4:CD:339:SER:N 2.42 0.52
4:CE:325:LYS:N 4:CE:433:GLU:OE2 2.35 0.52
5:DH:143:-MET:HE3 | 5:DH:309:GLN:HG3 1.91 0.52
5:EA:70:ARG:NH2 5:EA:99:PHE:O 2.41 0.52
5:EK:120:ALA:HB2 5:EK:127.ILE:HD13 1.91 0.52
5:EK:207:TRP:O 5:EK:229:LEU:N 2.40 0.52
5:FF:125:PRO:HG2 5:FF:309:GLN:HB2 1.90 0.52
3:BA:90:ALA:HA 3:BA:93:LYS:NZ 2.25 0.52
3:BB:195:ASP:N 3:BB:195:ASP:0OD1 2.42 0.52
4:CB:154:GLN:O 4:CB:157:GLN:HG2 2.10 0.52
4:CG:519:ASP:N 4:CG:519:ASP:OD1 2.43 0.52
5:EA:178:ASN:HD22 | 5:EA:207:TRP:HZ3 1.57 0.52
5:EC:155:ILE:HG13 5:EC:274:ASN:O 2.08 0.52
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5:EC:198:TYR:HB2 5:EC:210:TYR:HB2 1.90 0.52
5:FA:321:ASN:OD1 5:FA:324:GLY:N 2.43 0.52
5:FJ:84:LEU:HD23 5:FJ:115:LEU:HA 1.91 0.52
1:AA:73: THR:HG22 1:AA:267:LYS:HA 1.90 0.52
1:AA:120:GLN:HG2 1:AA:122:GLY:H 1.74 0.52
3:BA:215:VAL:HG12 | 3:BA:221:GLU:HG3 1.92 0.52
3:BJ:307:MET:HE2 3:BJ:307:MET:N 2.25 0.52
3:BK:161:THR:O 3:BK:162: GLN:NE2 2.43 0.52
4:CD:287:ARG:HA 4:CD:291:LEU:HD12 1.92 0.52
4:CK:438:SER:H 4:CK:455:ASN:HB2 1.74 0.52
5:DG:163:VAL:HA 5:DG:201:LYS:HD2 1.90 0.52
5:DH:142:LEU:HD21 | 5:DH:285:PRO:HB2 1.91 0.52
5:DJ:177:TYR:HA 5:DJ:200:VAL:HG12 1.91 0.52
5:EC:43:ALA:HB1 5:FC:62:ASP:HB2 1.92 0.52
5:FG:159:SER:O 5:FG:201:LYS:NZ 2.42 0.52
5:GA:254:THR:N 5:GB:233:GLU:OE2 2.42 0.52
5:GB:139:PRO:HB2 | 5:GB:141:THR:HG23 1.91 0.52
1:AA:23:THR:O 1:AA:27:LYS:HG3 2.10 0.52
1:AE:197:VAL:HG11 | 1:AE:203:LEU:HD12 1.92 0.52
1:AE:319:ARG:NH2 | 3:BD:244:LEU:HD13 2.25 0.52
3:BD:230:ASP:O 3:BD:234:ARG:HG2 2.09 0.52
3:BE:81:SER:HA 3:BE:247:ARG:NH1 2.24 0.52
3:BJ:84: THR:HA 3:BJ:87:ILE:HG22 1.91 0.52
4:CA:27:ASN:O 4:CC:531:TYR:OH 2.15 0.52
4:CD:264:ALA:HB2 5:DI:217:PRO:HA 1.91 0.52
4:CE:233:TYR:HE1 5:DB:180:LYS:HD3 1.75 0.52
4:CG:162:ILE:O 4:CG:166:VAL:HG23 2.10 0.52
5:DE:247:THR:0G1 5:DE:256:ALA:N 2.35 0.52
5:EA:280:GLN:NE2 5:EA:282:GLY:O 2.31 0.52
5:EC:280:GLN:NE2 5:EC:282:GLY:O 2.36 0.52
5:EK:160:THR:HG22 | 5:EK:269:ASN:ND2 2.24 0.52
5:FE:328:GLN:HB2 5:FE:332:VAL:HG23 1.91 0.52
5:FG:177:TYR:HA 5:FG:200:VAL:HG12 1.91 0.52
5:FI:41:MET:HB2 5:FI:49:LEU:HB2 1.90 0.52
5:GB:159:SER:HA 5:GB:267:GLN:HE21 1.74 0.52
5:GG:370:GLU:HG3 | 5:GG:371:LEU:HD12 1.91 0.52
2:AC:123:ASP:HB3 2:AC:126:VAL:HG13 1.92 0.52
1:AD:128:SER:HA 1:AD:146:LEU:O 2.10 0.52
1:AD:405:ASP:OD1 1:AD:408:GLN:NE2 2.43 0.52
3:BI:23:TRP:HD1 3:BI:293:GLN:HB3 1.74 0.52
4:CF:362:ASP:0D2 4:CF:415:LYS:HG2 2.09 0.52
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4:CH:24:ASN:OD1 4:CH:28:ASN:ND2 2.42 0.52
4:CI:185:ARG:NH2 5:DJ:289:VAL:HG21 2.25 0.52
4:CK:165:SER:HB3 | 4:CK:280:LEU:HD11 1.90 0.52
5:DE:152:SER:HB2 5:DE:279:ASN:HB3 1.92 0.52
5:DE:231:PHE:HD2 5:DE:237:LEU:HA 1.75 0.52
5:FJ:208:ALA:HA 5:FJ:228: THR:HA 1.91 0.52
5:GF:79:ASN:H 5:GF:353:GLY:HA3 1.75 0.52
5:GJ:376:VAL:HG22 5:GK:2:PHE:CD1 2.44 0.52
1:AD:423:LEU:O 1:AD:427:ASN:ND2 2.43 0.52
3:BC:183:ILE:HG12 3:BC:198:LYS:HG2 1.90 0.52
3:BI:263:LEU:O 3:BI:267:ARG:HG2 2.10 0.52
3:BL:190:GLU:HG3 3:BL:196:SER:HB2 1.92 0.52
5:DE:187:ASP:0OD1 5:DE:191:ASN:N 2.43 0.52
5:DF:280:GLN:CD 5:DF:282:GLY:H 2.17 0.52
5:DF:280:GLN:NE2 5:DF:282:GLY:O 2.24 0.52
5:DJ:74:VAL:HG12 5:DJ:357:ASN:HA 1.91 0.52
5:EC:49:LEU:HB3 5:FC:64:THR:HG22 1.91 0.52
5:EH:254: THR:N 5:FG:233:GLU:OE2 2.29 0.52
5:EI:179:LYS:HD2 5:E1:273:ASN:HB3 1.92 0.52
5:EJ:399:VAL:O 5:F1:386:GLN:NE2 2.42 0.52
5:GB:3:SER:OG 5:GB:49:LEU:O 2.22 0.52
3:BA:304:PHE:O 3:BA:305:THR:OG1 2.27 0.52
4:CF:331:GLY:HA2 4:CF:423:ASP:HB2 1.92 0.52
5:EH:295:ASN:OD1 5:EH:296:ASP:N 2.43 0.52
5:EI1:105:ARG:O 5:EI:137:THR:O0G1 2.23 0.52
5:FB:158:ASN:HB3 5:FB:161:ASP:OD1 2.10 0.52
5:FF:177:TYR:HA 5:FF:200:VAL:HG12 1.92 0.52
5:GF:168:PRO:O 5:GF:176:SER:OG 2.22 0.52
1:AA:61:ASN:HD21 1:AA:390:ILE:HG23 1.75 0.51
1:AA:197:VAL:HG11 1:AA:203:LEU:HG 1.92 0.51
1:AA:361:LYS:O 1:AA:364:LYS:HG3 2.10 0.51
1:AA:439:GLN:OE1 1:AA:442:GLN:NE2 2.43 0.51
3:BG:215:VAL:HA 3:BG:221:GLU:HB3 1.93 0.51
3:BK:162: GLN:OE1 4:CC:457:GLN:NE2 2.43 0.51
4:CD:76:ARG:HB3 4:CD:210:ASN:ND2 2.25 0.51
5:DA:138:ILE:HA 5:DA:311:LEU:HD13 1.92 0.51
5:DF:105:ARG:NH1 5:DF:138:ILE:O 2.39 0.51
5:DH:260:LEU:HD21 | 5:DH:262:PHE:CE1 2.45 0.51
5:ED:94:SER:HB2 5:ED:332:VAL:HG12 1.93 0.51
5:FC:243:VAL:HG13 | 5:FC:245:1LE:HD11 1.91 0.51
5:FD:118:TYR:HB2 5:FD:127:ILE:HD11 1.92 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
5:GA:108:VAL:HG12 5:GA:114:GLN:HA 1.91 0.51
5:GC:127:ILE:HD11 | 5:GC:310:VAL:HG11 1.91 0.51
5:GK:178:ASN:N 5:GK:199:PHE:O 2.33 0.51
1:AB:410:ASN:ND2 3:BI:88: GLN:OE1 2.43 0.51
1:AD:244:THR:HG23 | 1:AD:251:THR:HA 1.92 0.51
4:CC:65:ARG:HD2 4:CC:196:ASN:HB3 1.91 0.51
4:CD:439:GLU:HB3 | 4:CD:446:VAL:HG11 1.92 0.51
4:CF:162:ILE:O 4:CF:166:VAL:HG23 2.10 0.51
4:CH:364:LYS:HG3 4:CH:375:THR:HB 1.91 0.51
5:DB:164:PRO:HD3 | 5:DB:178:ASN:HD21 1.74 0.51
5:DI:186: TYR:CE2 5:DI:284:LYS:HG3 2.45 0.51
5:EK:232:ASN:OD1 5:EK:233:GLU:N 2.41 0.51
5:FA:394:1LE:HD12 5:FC:381:TYR:CD1 2.45 0.51
5:FH:180:LYS:NZ 5:FH:198:TYR:OH 2.43 0.51
5:FJ:227:-THR:HG21 | 5:FJ:243:VAL:HG21 1.91 0.51
5:GI:184:THR:O 5:GI:280:GLN:NE2 2.40 0.51
5:GJ:76:ILE:HG21 5:GJ:95:ARG:HH12 1.75 0.51
3:BG:163:GLN:HB2 | 4:CG:460:LEU:HD23 1.91 0.51
4:CB:67:TYR:HE1 4:CB:72: THR:HG21 1.74 0.51
4:CJ:179:LEU:O 4:CJ:183:ILE:HG12 2.10 0.51
4:CJ:366:VAL:CG1 4:CJ:373:GLN:HB3 2.40 0.51
5:EG:123:THR:HB 5:EG:124:PRO:HD3 1.93 0.51
5:EJ:145:ALA:HB2 5:EJ:285:PRO:HD3 1.92 0.51
5:FH:253:ALA:HA 5:GG:233:GLU:HG2 1.91 0.51
3:BA:79:VAL:HG13 | 3:BA:124:LEU:HD11 1.91 0.51
3:BA:283: TRP:HB2 3:BL:9:TYR:CE2 2.45 0.51
3:BC:65:ALA:HB2 4:CB:118:GLN:HE21 1.76 0.51
3:BF:161: THR:HA 3:BF:172:ILE:HG12 1.93 0.51
3:BJ:150: THR:C 3:BJ:199:ASN:HD21 2.18 0.51
4:CA:116:SER:O 4:CA:119:THR:OG1 2.24 0.51
4:CB:19:LEU:HD13 4:CJ:545:LEU:HD11 1.93 0.51
4:CC:3:SER:O 4:CC:7:HIS:ND1 2.44 0.51
4:CC:24:ASN:OD1 4:CC:28:ASN:ND2 2.44 0.51
4:CC:70:PHE:O 4:CC:74:GLN:HG2 2.10 0.51
4:CH:54:ILE:HD12 4:CH:54:1LE:H 1.74 0.51
4:CK:365:ILE:HG12 | 4:CK:374:VAL:HG22 1.92 0.51
5:DE:180:LYS:HE3 5:DE:196:ASN:HB3 1.91 0.51
5:DG:268:GLN:HG3 5:DG:269:ASN:H 1.75 0.51
5:DJ:178:ASN:N 5:DJ:199:PHE:O 2.36 0.51
5:FA:232:ASN:OD1 5:FA:233:GLU:N 2.43 0.51
5:GI:32:LYS:NZ 5:GI:95:ARG:HH21 2.08 0.51
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Atom-1 Atom-2 distance (A) overlap (A)

5:GK:386:GLN:O 5:GK:390:THR:OG1 2.22 0.51
1:AD:299:VAL:HG21 1:AD:310:GLY:H 1.76 0.51
3:BA:228:ALA:O 3:BA:231:LYS:HG3 2.10 0.51
4:CF:350:ALA:HA 4:CF:400:VAL:HA 1.93 0.51
4:CI:301:LEU:HG 4:CI:468:VAL:HG11 1.93 0.51
5:DB:366:ASP:O 5:DB:370:GLU:HG2 2.10 0.51
5:EB:195:MET:HA 5:EB:195:MET:HE3 1.92 0.51
5:EC:94:SER:OG 5:EC:95:ARG:N 2.43 0.51
5:ED:293:ILE:O 5:ED:357:ASN:ND2 2.40 0.51
5:FC:187:ASP:0D2 5:FC:191:ASN:ND2 2.32 0.51
5:GD:294:ASN:ND2 5:GD:298: THR:OG1 2.36 0.51
5:GH:153:MET:HG3 | 5:GH:278: THR:HG22 1.93 0.51
5:GJ:195:MET:HA 5:GJ:195:MET:HE3 1.91 0.51
5:GJ:202: THR:OG1 5:GJ:206:GLU:O 2.23 0.51
1:AE:123:ASP:N 1:AE:123:ASP:0OD1 2.41 0.51
4:CA:228: THR:HG22 | 4:CA:234:THR:HG23 1.92 0.51
4:CD:208:GLU:HA 4:CD:211:LYS:HG2 1.93 0.51
4:CE:227:LEU:HB2 4:CE:236:VAL:HB 1.93 0.51
5:FA:195:MET:HA 5:FA:195:MET:HE3 1.93 0.51
5:FF:41:MET:HB3 5:FF:52:LYS:HB3 1.91 0.51
5:GB:227: THR:HB 5:GB:243:VAL:HG11 1.93 0.51
5:GC:387:THR:HG23 | 5:GD:374:MET:HE1 1.92 0.51
1:AD:13:LEU:HD23 | 1:AD:443:LEU:HD22 1.93 0.51
1:AD:111:LYS:HG3 | 1:AD:112: THR:HG23 1.93 0.51
3:BD:35:ARG:HB3 3:BD:281:VAL:HG12 1.92 0.51
4:CG:9:MET:HA 4:.CG:9:MET:HE3 1.93 0.51
4:CG:165:SER:O 4:CG:169: ILE:HG12 2.10 0.51
5:DK:199:PHE:CE1 | 5:DK:209:VAL:HG13 2.45 0.51
5:EK:390:THR:O 5:EK:394:ILE:HG12 2.11 0.51
5:GH:232:ASN:OD1 5:GH:236:ILE:N 2.27 0.51
5:GJ:21:ASN:OD1 5:GJ:25:ASN:ND2 2.43 0.51
3:BA:175:THR:HG22 3:BA:177:ALA:H 1.76 0.51
3:BI:13:MET:HE1 4:CK:519:ASP:HB2 1.91 0.51
3:BI:133:ARG:NH2 4:CE:125:GLU:HB3 2.26 0.51
4:CA:92:2MET:HG3 | 4:CA:489:THR:HG22 1.93 0.51
4:CD:231:ASN:OD1 4:.CD:232:GLY:N 2.44 0.51
4:CH:69:ALA:O 4:CH:72: THR:OG1 2.26 0.51
4:CH:98:LEU:HD11 4:CH:150: TYR:CD2 2.46 0.51
5:DD:72:LEU:HD21 5:DD:291:TYR:HE2 1.75 0.51
5:DG:402:ARG:NH2 5:EG:378:GLN:OE1 2.40 0.51
5:EE:230:LYS:HD2 5:EE:239:SER:HB2 1.93 0.51

Continued on next page...




Page 72

Full wwPDB EM Validation Report

EMD-63802, 9MCG

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
5:EK:177:TYR:HA 5:EK:200:VAL:HG12 1.91 0.51
5:FF:11:ALA:HB1 5:FF:38:PHE:HE2 1.76 0.51
5:FF:41:MET:SD 5:FF:49:LEU:HB2 2.50 0.51
5:FF:167:-THR:0G1 5:FF:168:PRO:HD3 2.11 0.51
5:GH:327:SER:HB3 5:GH:333: TRP:CD1 2.46 0.51
1:AB:229:LEU:N 1:AB:237:GLU:OE2 2.43 0.51
1:AD:347:THR:OG1 1:AD:356:LYS:HB2 2.10 0.51
1:AD:405:ASP:HA 1:AD:408:GLN:HG2 1.92 0.51
3:BD:77:GLU:O 3:BD:247:ARG:NH1 2.43 0.51
3:BK:215:VAL:HG12 | 3:BK:221:GLU:HG3 1.93 0.51
4:CE:553:ARG:HH22 | 5:DK:390:THR:HG1 1.57 0.51
4:CF:549:LEU:HD21 5:DG:368:SER:HA 1.92 0.51
4:CH:177:ALA:HB2 4:CH:241:ALA:HB2 1.93 0.51
5:DE:49:LEU:HD22 5:EE:64: THR:HG22 1.93 0.51
5:DG:143:MET:HG2 | 5:DG:305:ASN:HD21 1.75 0.51
5:EG:143:MET:HG2 | 5:EG:305:ASN:HD21 1.76 0.51
5:EK:84:LEU:HD23 5:EK:113:MET:HB2 1.93 0.51
5:GD:232:ASN:N 5:GD:236:ILE:O 2.41 0.51
1:AD:300:GLU:HB2 1:AD:301:PRO:HD3 1.93 0.51
1:AE:319:ARG:NH2 3:BD:247:ARG:HE 2.09 0.51
3:BA:150: THR:HG23 3:BA:152:GLY:H 1.76 0.51
3:BE:86:ALA:O 3:BE:89:THR:OG1 2.24 0.51
3:BH:4:SER:HB3 3:BH:7:-MET:HG2 1.91 0.51
3:BJ:32:THR:HG23 3:BJ:34:LYS:H 1.76 0.51
3:BJ:138:GLY:HA3 3:BJ:175: THR:HG22 1.92 0.51
3:BK:80:LEU:HD12 | 3:BK:243:VAL:HG13 1.92 0.51
4:CA:186:MET:HA 4:CA:186:MET:HE3 1.93 0.51
4:CF:359:GLN:HG3 4:CF:376:ARG:NH2 2.26 0.51
5:DA:199:PHE:HE2 | 5:DA:273:ASN:HD21 1.58 0.51
5:EJ:216:ASP:HB3 5:EJ:219:ALA:HB2 1.93 0.51
5:FB:318:ASN:HB2 5:FB:352:PHE:CE1 2.46 0.51
5:FH:372:VAL:HG21 5:FI1:6:VAL:HG21 1.93 0.51
5:GC:161:ASP:OD1 5:GC:201:LYS:HE2 2.11 0.51
5:GC:185:VAL:HG23 5:GC:193:HIS:HB2 1.93 0.51
5:GH:283:TYR:CG 5:GH:307:GLN:HG3 2.46 0.51
1:AA:97:ILE:O 1:AA:261:ALA:HB3 2.11 0.50
3:BG:25:LYS:HA 3:BG:28:GLU:OE2 2.11 0.50
4:CA:553:ARG:NH2 | 5:DC:390:THR:OG1 2.44 0.50
4:CB:69:ALA:O 4:CB:72: THR:0G1 2.20 0.50
4:CD:473: THR:0OG1 4:CD:475:ASN:OD1 2.25 0.50
4:CE:141:VAL:HG22 4:CE:424:MET:SD 2.51 0.50
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Atom-1 Atom-2 distance (A) overlap (A)

4:CG:137:ALA:HB1 4:CG:328:PHE:HZ 1.76 0.50
5:DA:251:ASN:ND2 5:DB:159:SER:OG 2.34 0.50
5:EH:179:LYS:HB2 5:EH:273:ASN:HD22 1.76 0.50
5:EJ:72:.LEU:HD21 5:EJ:291:TYR:HE1 1.76 0.50
5:GC:159:SER:H 5:GC:269:ASN:HA 1.74 0.50
5:GE:315:VAL:HG21 | 5:GE:344:LEU:HD23 1.93 0.50
5:GK:300:VAL:HG12 | 5:GK:308:GLU:OE1 2.10 0.50
3:BH:141: THR:OG1 3:BH:142:GLU:OE1 2.29 0.50
4:CH:36:ARG:HH21 4:CH:66:GLU:HG3 1.76 0.50
4:CJ:337:SER:OG 4:CJ:341:ASN:OD1 2.30 0.50
5:DE:108:VAL:HG12 5:DE:114:GLN:HA 1.93 0.50
5:DF:49:LEU:HD22 5:EF:64:THR:HG23 1.93 0.50
5:DG:115:LEU:HD21 | 5:DG:314:1ILE:HG23 1.93 0.50
5:DI:155:1LE:HG23 5:DI:157:LEU:HD11 1.92 0.50
5:DK:153:MET:HG2 | 5:DK:278: THR:HG22 1.92 0.50
5:ED:207:TRP:O 5:ED:229:LEU:N 2.43 0.50
5:GB:76:ILE:HB 5:GB:95:ARG:HH21 1.75 0.50
5:GG:123: THR:HB 5:GG:124:PRO:HD3 1.92 0.50
2:AC:445:THR:O 2:AC:449:LYS:HG3 2.11 0.50
1:AD:329:PHE:HB3 1:AD:339:LYS:HE2 1.93 0.50
3:BE:176:GLY:HA2 3:BE:179:ILE:HG22 1.93 0.50
3:BE:243:VAL:O 3:BE:247:ARG:HG3 2.11 0.50
3:BG:57:ALA:O 3:BG:61:GLN:HG2 2.11 0.50
3:BK:40:SER:HB3 4:CC:96:ASP:0OD2 2.10 0.50
4:CB:137:ALA:HB1 | 4:CB:426:VAL:HG21 1.93 0.50
4:CB:372:TRP:CD2 | 4:CB:393:LEU:HD11 2.47 0.50
4:CF:165:SER:O 4:CF:169:ILE:HG13 2.11 0.50
4:CG:120:LEU:HD22 | 4:CG:129:ALA:HB1 1.94 0.50
4:CG:438:SER:HB3 4:CG:454:ARG:HB2 1.93 0.50
4:.CH:367:PHE:O 4:CH:409:ASN:N 2.45 0.50
4:CJ:368:ASP:HA 4:CJ:409:ASN:H 1.77 0.50
5:DA:128:GLN:OE1 5:EA:180:LYS:NZ 2.25 0.50
5:DH:76:ILE:HB 5:DH:95:ARG:HH21 1.76 0.50
5:DH:123:THR:HB 5:DH:124:PRO:HD3 1.92 0.50
5:FE:130:GLY:O 5:GE:182:THR:OG1 2.27 0.50
5:FF:43:ALA:HB2 5:FF:49:LEU:HG 1.93 0.50
5:GC:267:GLN:HG3 5:GC:267:GLN:O 2.11 0.50
5:GG:401:LEU:HD11 | 5:GH:385:ALA:HB1 1.93 0.50
5:GL:76:ILE:HD12 5:GI:95:ARG:HD2 1.94 0.50
5:GJ:305:ASN:O 5:GJ:307:GLN:HG2 2.12 0.50
5:GK:143:MET:SD 5:GK:305:ASN:ND2 2.77 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
2:AC:344:ILE:HG23 2:AC:346:1LE:HG23 1.93 0.50
3:BL:21:ALA:HA 3:BL:24:MET:HG2 1.92 0.50
4:CA:334:VAL:HG21 | 4:CA:419:ASN:HD21 1.76 0.50
4:.CF:462:LEU:HA 4:CF:465:SER:HB3 1.93 0.50
4:CI:308:ALA:HB2 4:CI:467:VAL:HG11 1.93 0.50
5:DI:164:PRO:HG3 5:DI:200:VAL:HB 1.92 0.50
5:ED:123: THR:HB 5:ED:124:PRO:HD3 1.92 0.50
5:FD:125:PRO:HG3 5:FD:309:GLN:HG3 1.94 0.50
5:GB:70:ARG:HH22 5:GB:98:GLN:HG3 1.75 0.50
5:GF:270: THR:H 5:GG:285:PRO:HG2 1.76 0.50
5:GH:187:ASP:0OD1 5:GH:191:ASN:N 2.44 0.50
3:BG:9:TYR:HE1 3:BG:307:MET:HB3 1.75 0.50
4:CB:327:PHE:HE1 4:CB:434:.1LE:HG12 1.77 0.50
4:CI:333:PRO:HB3 4:CI:416:PRO:HA 1.92 0.50
5:DF:48:GLY:HA3 5:EG:21:ASN:ND2 2.27 0.50
5:EA:94:SER:OG 5:EA:95:ARG:N 2.44 0.50
5:EC:230:LYS:HB2 5:EC:239:SER:H 1.76 0.50
5:EF:230:LYS:HB2 5:EF:239:SER:HB3 1.93 0.50
5:FG:41:MET:HE2 5:FG:52:LYS:HB3 1.94 0.50
5:GH:82:PHE:N 5:GH:94:SER:O 2.45 0.50
1:AA:74:VAL:HG13 1:AA:268:ASP:HB2 1.94 0.50
2:AC:156:ILE:O 2:AC:160:ILE:HG13 2.11 0.50
2:AC:335:ASN:OD1 2:AC:336:SER:N 2.45 0.50
1:AD:333:GLY:H 1:AD:376:LEU:HD13 1.76 0.50
3:BF:163:GLN:HA 3:BF:169: THR:HB 1.92 0.50
3:BG:162: GLN:HB2 4:CG:453:ASN:HB3 1.94 0.50
3:BJ:6:GLN:O 3:BJ:10:GLU:HG2 2.12 0.50
4:CA:142:ASN:HA 4:CA:145:LYS:HE3 1.94 0.50
4:CB:120:LEU:HD21 | 4:CB:130:ARG:HG3 1.94 0.50
4:CF:66:GLU:O 4:CF:514:SER:OG 2.27 0.50
4:CF:524:ASN:OD1 4:CF:527:ARG:NH2 2.44 0.50
4:CH:185:ARG:HH22 5:DG:350:GLY:C 2.19 0.50
4:CH:439:GLU:HG3 | 4:CH:446:VAL:HG11 1.93 0.50
4:CI:392:LYS:HD2 4:CI:401: THR:HA 1.93 0.50
5:DK:287:ASP:H 5:DK:304:SER:HG 1.56 0.50
5:FF:285:PRO:HD2 5:GE:269:ASN:HB3 1.94 0.50
5FJ.41:MET:HE2 5:FJ:52:LYS:HB2 1.92 0.50
5:GG:230:LYS:HB2 5:GG:239:SER:HB3 1.92 0.50
1:AA:24:LYS:HA 1:AA:27:LYS:HD3 1.94 0.50
1:AD:49:THR:HG21 | 1:AD:293:LEU:HD22 1.94 0.50
4:CC:114:PHE:CE1 4:CC:463:GLN:HB2 2.47 0.50
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Atom-1 Atom-2 distance (A) overlap (A)

4:CG:544:ALA:HA 4:CG:547:ASP:0OD2 2.12 0.50
4:CH:98:LEU:HD21 4:CH:150: TYR:HB3 1.94 0.50
5:DC:234:ASN:O 5:DC:268:GLN:NE2 2.45 0.50
5:DF:187:ASP:0OD2 5:DF:193:HIS:NE2 2.44 0.50
5:EE:203:LYS:HE3 5:EE:206:GLU:HG3 1.93 0.50
5:EF:390: THR.:O 5:EF:394:ILE:HG12 2.12 0.50
5:EK:280:GLN:NE2 5:EK:282:GLY:O 2.41 0.50
5:GA:247:-THR:HG22 5:GA:256:ALA:H 1.77 0.50
5:GD:123:THR:OG1 | 5:GD:124:PRO:HD3 2.12 0.50
3:BA:133:ARG:HD3 3:BA:134:TYR:H 1.77 0.50
3:BA:168:ARG:HD3 4:CJ:142:ASN:OD1 2.11 0.50
3:BA:285:SER:HA 3:BB:13:MET:SD 2.52 0.50
4:CC:510:GLN:OE1 4:CC:511:GLN:N 2.41 0.50
4:CG:221:ASP:OD1 4:CG:221:ASP:N 2.45 0.50
4:CK:229:MET:HB3 | 4:CK:233:TYR:HB2 1.94 0.50
4:CK:313:HIS:HE2 4:.CK:323:LYS:HA 1.76 0.50
5:EH:200:VAL:HG23 | 5:EH:208:ALA:HB3 1.93 0.50
5:EL:68: THR:HG21 5:EI:360:LEU:HD12 1.93 0.50
5:FD:123:THR:HB 5:FD:124:PRO:HD3 1.94 0.50
5:FG:398:LEU:HD21 5:FH:381:TYR:OH 2.12 0.50
5:GC:149:THR:HG1 | 5:GC:281:ASN:HD21 1.56 0.50
5:GC:325:LEU:HD23 5:GC:335:ALA:HA 1.92 0.50
5:GI:379:ARG:NH1 5:GI:382:GLN:OE1 2.39 0.50
1:AA:359:ASP:OD1 1:AA:359:ASP:N 2.43 0.50
3:BB:272:LYS:HA 3:BB:275:MET:HG3 1.93 0.50
3:BD:147:ASP:HB3 3:BD:151:GLY:H 1.75 0.50
4:CE:395:ILE:O 4:CE:398:LEU:HB2 2.11 0.50
4:CF:148:ASP:O 4:CF:152:ARG:HG3 2.11 0.50
4:CG:410:ASP:HB3 4:CG:412:PHE:HE1 1.77 0.50
4:CG:549:LEU:O 4:CG:552:ILE:HG12 2.12 0.50
4:CJ:452:ASP:0D2 4:CJ:454:ARG:NH2 2.45 0.50
5:DB:315:VAL:HG21 | 5:DB:344:LEU:HD23 1.93 0.50
5:DG:201:LYS:HB2 5:DG:207:-TRP:CZ3 2.47 0.50
5:DH:227:- THR:HB 5:DH:243:VAL:HG11 1.93 0.50
5:DJ:68: THR:HG21 5:DJ:360:LEU:HD12 1.94 0.50
5:EI:153:MET:HG2 5:EI:155:1LE:HD11 1.93 0.50
5:EK:147:SER:HB3 5:EK:188:SER:HA 1.94 0.50
5:FD:398:LEU:HA 5:FD:401:LEU:HG 1.94 0.50
5:GA:46:LYS:HB2 5:GC:56:ILE:HD12 1.94 0.50
5:GIL:70:ARG:NH2 5:GI:99:PHE:O 2.45 0.50
5:GJ:187:ASP:OD1 5:GJ:191:ASN:N 2.44 0.50
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1:AA:273:LYS:HA 1:AA:276:ILE:HG22 1.94 0.49
1:AA:281:ASP:OD1 1:AA:282:ALA:N 2.45 0.49
1:AE:48:GLY:HA2 1:AE:51:LYS:HZ3 1.76 0.49
1:AE:247:PRO:HG2 1:AE:250:ILE:HB 1.94 0.49
3:BA:2:ARG:HH21 4:CA:36:ARG:HE 1.60 0.49
3:BG:230:ASP:O 3:BG:234:ARG:HD3 2.12 0.49
5:FE:49:LEU:HD12 5:GE:64:THR:HG23 1.93 0.49
5:FG:173:ASP:0OD2 5:FG:176:SER:N 2.45 0.49
5:FJ:98:GLN:HG2 5:FJ:360:LEU:HD21 1.94 0.49
5:GC:108:VAL:HG12 5:GC:109:ASN:O 2.12 0.49
5:GD:202:THR:C 5:GD:203:LYS:HD3 2.37 0.49
5:GD:317:ALA:HB2 | 5:GD:344:LEU:HD13 1.93 0.49
5:GG:105:ARG:HD2 5:GG:138:ILE:O 2.12 0.49
2:AC:66:LYS:HD2 2:AC:70:PHE:HB3 1.93 0.49
3:BA:218:ASN:HD22 | 3:BA:221:GLU:HB2 1.77 0.49
3:BC:133:ARG:NH1 3:BC:141: THR:OG1 2.45 0.49
3:BF:63:ALA:HA 3:BF:66:ARG:HD3 1.93 0.49
4:CC:242:ARG:O 4:CC:243:GLN:NE2 2.43 0.49
4:CE:130:ARG:HD2 4:CE:431:GLU:HB2 1.94 0.49
4:CI:392:LYS:HB2 4:CI:399:LYS:HE3 1.94 0.49
4:CJ:372:TRP:HB3 4:CJ:385:ALA:HB3 1.92 0.49
4:CK:490:SER:O 4:CK:493:LYS:HG2 2.10 0.49
5:-DG:169:PHE:HE2 5:DG:222:PRO:HG2 1.77 0.49
5:FA:166:LYS:HG3 5:FA:168:PRO:HD2 1.93 0.49
5:FE:68: THR:HG21 5:FE:360:LEU:HD12 1.94 0.49
5:FF:68: THR:HG23 5:FF:70:ARG:H 1.78 0.49
5:FG:198: TYR:HB2 5:FG:210: TYR:HB2 1.93 0.49
5:FH:242: THR:HG22 | 5:FH:261:SER:HB2 1.93 0.49
5:FK:187:ASP:OD1 5:FK:191:ASN:N 2.45 0.49
5:GI:33:SER:HB2 5:GI:365:VAL:HG22 1.93 0.49
3:BB:133:ARG:HD3 3:BB:137:ALA:HB1 1.93 0.49
3:BD:215:VAL:HG12 | 3:BD:221:GLU:HG3 1.94 0.49
3:BK:139:TYR:HB3 | 4:CC:448: THR:HG22 1.95 0.49
4:CF:549:LEU:HD12 | 4:CF:552:ILE:HD12 1.94 0.49
4:CI:35:THR:HG21 4:CI:65:ARG:HH21 1.77 0.49
4:CI:66:GLU:O 4:CI:514:SER:OG 2.29 0.49
4:CI:517:ASN:HB3 4:CI:520:GLU:OE2 2.12 0.49
4:CK:526:GLN:O 4:CK:530:GLN:HG2 2.12 0.49
5:DC:283:TYR:HB3 | 5:DC:307:GLN:HE21 1.77 0.49
5:ED:68: THR:HG21 | 5:ED:360:LEU:HD12 1.93 0.49
5:FE:207:TRP:O 5:FE:229:LEU:N 2.44 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
5:FJ:6:VAL:O 5:FJ:10:ASN:ND2 2.42 0.49
5:GI:13:ALA:HB2 5:GI:381: TYR:HE1 1.77 0.49
5:GJ:133:PRO:HG2 5:GJ:344:LEU:HD13 1.94 0.49
5:GJ:170:SER:HB3 5:GJ:173:ASP:HB2 1.93 0.49
1:AD:83:LYS:HB2 1:AD:253:THR:OG1 2.13 0.49
3:BC:139:TYR:CE2 4:CB:452:ASP:HB2 2.48 0.49
3:BG:129:ASP:0OD1 3:BG:129:ASP:N 2.46 0.49
3:BI:24:MET:SD 3:BJ:8:MET:HG3 2.53 0.49
4:CA:318:ASP:HA 4:CA:435:ALA:HA 1.94 0.49
4:.CC:75:LEU:HD21 | 4:CC:510:GLN:HE21 1.77 0.49
4:CJ:131:GLN:HA 4:CJ:134:ILE:HD12 1.93 0.49
5:DA:143:MET:HG3 5:DA:144:ALA:N 2.27 0.49
5:E1:232:ASN:OD1 5:EI:236:ILE:N 2.45 0.49
5:FC:229:LEU:HD22 | 5:FC:237:LEU:HD11 1.94 0.49
5:FH:188:SER:OG 5:GG:233:GLU:OE2 2.19 0.49
5:GC:157:LEU:HD13 | 5:GC:207:TRP:CE2 2.46 0.49
5:GD:295:ASN:C 5:GD:354:LYS:HZ3 2.18 0.49
5:GG:169:PHE:HA 5:GG:176:SER:HB3 1.94 0.49
5:GG:195:MET:HA 5:GG:195:MET:HE3 1.94 0.49
5:GJ:153:MET:HE2 5:GJ:262:PHE:HE1 1.77 0.49
1:AA:42:ALA:O 1:AA:45:THR:OG1 2.28 0.49
1:AA:46:ALA:O 1:AA:49:THR:OG1 2.28 0.49
3:BE:35:ARG:HE 3:BE:36:VAL:HG23 1.78 0.49
3:BF:139:TYR:OH 4:CD:453:ASN:OD1 2.24 0.49
3:BK:29:GLN:HG2 3:BK:30:MET:HE2 1.95 0.49
4:CB:329:SER:O 4:CB:424:MET:HA 2.12 0.49
4:CE:252:ASP:0D2 4:CE:254: THR:OG1 2.29 0.49
4:CK:336:TYR:CD2 | 4:CK:413:LEU:HD11 2.48 0.49
5:FD:46:LYS:HB2 5:GE:56:ILE:HD12 1.95 0.49
5:FD:203:LYS:HB2 5:FD:206:GLU:HB2 1.93 0.49
5:FF:396:ASN:HA 5:GE:379:ARG:HH12 1.78 0.49
5:GF:164:PRO:HD3 5:GF:201:LYS:HB3 1.95 0.49
5:GH:151:ALA:HB3 | 5:GH:260:LEU:HD23 1.94 0.49
3:BF:50:VAL:O 3:BF:54:GLN:HG2 2.12 0.49
3:BG:73:VAL:HA 3:BG:76:GLU:HG2 1.94 0.49
4:CA:333:PRO:HB3 4:CA:416:PRO:HA 1.93 0.49
4:CF:21:THR:HG21 4:CF:39:THR:HB 1.93 0.49
4:CF:392:LYS:HD2 4:CF:401:THR:HA 1.95 0.49
4:CG:439:GLU:HG2 | 4:CG:454:ARG:HD2 1.94 0.49
4:CK:186:MET:SD 4:CK:198:LEU:HD12 2.52 0.49
5:DC:201:LYS:HB2 5:DC:207:-TRP:CZ3 2.46 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
5:EA:178:ASN:HD21 5:EA:201:LYS:HG2 1.77 0.49
5:EF:159:SER:N 5:EF:268:GLN:O 2.44 0.49
5:EI:145:ALA:HB2 5:EI1:285:PRO:HD3 1.94 0.49
5:FA:284:LYS:0O 5:FA:305:ASN:ND2 2.37 0.49
5:FF:390:THR:HA 5:FF:393:GLN:HG2 1.94 0.49
5:GF:35:THR:N 5:GF:57:THR:O 2.34 0.49
5:GG:167:-THR:OG1 | 5:GG:168:PRO:HD3 2.13 0.49
1:AB:211:SER:HB2 1:AB:224:ALA:HB3 1.94 0.49
3:BE:128: THR:HB 3:BE:134:TYR:HD1 1.76 0.49
3:BI:52:LEU:HD11 3:BI:271:GLN:HB2 1.94 0.49
3:BI:102:LEU:HB3 3:BI:106:ASP:HB2 1.94 0.49
4:CA:16:GLN:NE2 4:CA:16:GLN:HA 2.28 0.49
4:CD:453:ASN:O 4:CD:457:GLN:HG2 2.12 0.49
4:CE:127:PRO:O 4:CE:130:ARG:N 2.45 0.49
4:CE:165:SER:O 4:CE:169:ILE:HG12 2.13 0.49
4:CF:357:LYS:NZ 4:CF:397:GLY:H 2.08 0.49
4:CI:155:ASP:0O 4:CI:158:VAL:HG22 2.13 0.49
4:CI:505:GLN:HB3 4:CK:186:-MET:HE1 1.95 0.49
5:DB:318:ASN:ND2 5:DB:351:ASN:OD1 2.46 0.49
5:DI:46:LYS:HB2 5:DJ:56:ILE:HD13 1.94 0.49
5:DK:179:LYS:NZ 5:DK:197:VAL:HG23 2.27 0.49
5:EE:46:LYS:HB2 5:EF:56:ILE:HD12 1.94 0.49
5:EI:169:PHE:HA 5:E1:176:SER:HB3 1.93 0.49
5:F1:402:ARG:HH11 5:GIL:375:ILE:HG12 1.78 0.49
5:GC:6:VAL:HA 5:GC:9:LEU:HD12 1.94 0.49
5:GC:80:GLY:HA3 5:GC:316:LEU:HD13 1.95 0.49
3:BA:2:ARG:HH22 4:CA:66:GLU:HG2 1.77 0.49
3:BD:209:ALA:HA 3:BD:212:LYS:HG2 1.94 0.49
3:BE:230:ASP:0OD2 3:BE:234:ARG:NH1 2.45 0.49
3:BF:268:ALA:HA 3:BF:271:GLN:NE2 2.28 0.49
3:BJ:21:ALA:O 3:BJ:25:LYS:HG2 2.12 0.49
4:CE:159:ASN:OD1 4:CE:287:ARG:NH1 2.46 0.49
4:CG:110:LEU:HD23 | 4:CG:140:LEU:HD13 1.94 0.49
4:CI:312:GLN:NE2 4:CI:455:ASN:OD1 2.44 0.49
5:DF:273:ASN:O 5:DF:273:ASN:ND2 2.41 0.49
5:DH:402:ARG:HH22 | 5:EG:393:GLN:NE2 2.11 0.49
5:DI:93: TYR:HE2 5:DI:335:ALA:HB2 1.76 0.49
5:EB:68: THR:HG21 5:EB:360:LEU:HD12 1.94 0.49
5:FF:123: THR:CG2 5:FF:124:PRO:HD3 2.43 0.49
5:GB:32:LYS:HE2 5:GB:60:PHE:HD1 1.78 0.49
5:GE:200:VAL:HB 5:GE:208:ALA:HB3 1.95 0.49
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Atom-1 Atom-2 distance (A) overlap (A)

1:AA97:ILE:HG12 1:AA:231:VAL:HG23 1.95 0.49
2:AC:442:GLN:HG3 2:AC:446:MET:HE1 1.94 0.49
1:AE:346:1LE:HD13 1:AE:357:ILE:HD13 1.95 0.49
3:BD:107:ARG:HA 3:BD:110:LEU:HD12 1.94 0.49
3:BF:184:THR:0G1 3:BF:186:ASN:OD1 2.17 0.49
3:BH:147:ASP:HB2 3:BH:154:HIS:NE2 2.27 0.49
4:CG:171:ASN:O 4:CG:174:LYS:HG2 2.12 0.49
5:DC:189:GLN:NE2 5:EA:233:GLU:O 2.46 0.49
5:DF:280:GLN:OE1 5:DF:282:GLY:N 2.42 0.49
5:EI:19:ILE:HG21 5:El:374:MET:HG3 1.95 0.49
5:EK:174:ALA:HA 5EK:177:TYR:CZ 2.47 0.49
5:FD:376:VAL:HG22 5:FE:2:PHE:CD2 2.48 0.49
1:AA:397:-TYR:HE1 1:AA:403:ILE:HG12 1.77 0.49
3:BA:90:ALA:HA 3:BA:93:LYS:HZ2 1.78 0.49
3:BB:219:ASN:HA 3:BB:222:LYS:NZ 2.28 0.49
3:BB:293:GLN:O 3:BB:297:LEU:HG 2.13 0.49
3:BG:35:ARG:HB2 3:BG:281:VAL:HG12 1.95 0.49
3:BI:275:-MET:-HE3 3:BI:275:-MET:HB3 1.76 0.49
3:BJ:18:ASN:OD1 3:BJ:19:SER:N 2.46 0.49
3:BJ:163:GLN:HE22 4:CK:460:LEU:HB3 1.78 0.49
4:CC:308:ALA:HB2 | 4:CC:467:VAL:HG11 1.95 0.49
5:DA:152:SER:O 5:DA:153:MET:HE2 2.12 0.49
5:DC:205:ASN:ND2 5:DC:232:ASN:O 2.46 0.49
5:EE:123:THR:HB 5:EE:124:PRO:HD3 1.95 0.49
5:FD:169:PHE:HA 5:FD:176:SER:HB3 1.94 0.49
5:FD:201:LYS:HB2 5:FD:207:TRP:CZ3 2.48 0.49
5:FE:247:- THR:HG22 5:FE:256:ALA:H 1.77 0.49
5:GG:325:LEU:HB3 5:GG:333: TRP:HB3 1.94 0.49
5:GH:84:LEU:HB3 5:GH:113:MET:HB3 1.95 0.49
5:GH:159:SER:HA 5:GH:267:GLN:HG2 1.95 0.49
1:AA:81:ASP:HB3 1:AA:258: VAL:HG11 1.94 0.48
3:BA:167:ALA:HB3 | 4:CJ:142:ASN:HD22 1.78 0.48
3:BE:66:ARG:HG3 3:BE:257:LEU:HD22 1.94 0.48
3:BE:103:SER:OG 3:BE:105:ASP:0OD1 2.22 0.48
3:BH:35:ARG:HB2 3:BH:281:VAL:HA 1.94 0.48
3:BI:137:ALA:HB2 3:BI:145:PRO:HG3 1.93 0.48
5:DA:235:GLY:HA2 5:DA:267:GLN:HG3 1.95 0.48
5:EF:280:GLN:OE1 5:EF:282:GLY:N 2.46 0.48
5:GH:211:THR:HG21 | 5:GH:245:ILE:HD12 1.94 0.48
5:GI:96:ASN:OD1 5:GL:97:GLY:N 2.45 0.48
1:AA:334:SER:OG 1:AA:375:GLU:O 2.20 0.48
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1:AB:131:ILE:HB 1:AB:144:ILE:HB 1.95 0.48
3:BA:140:LYS:HB2 3:BA:156:GLY:HA3 1.96 0.48
3:BC:97:ALA:HB2 3:BC:110:LEU:HD13 1.94 0.48
4:CA:130:ARG:O 4:CA:133:LEU:HG 2.12 0.48
4:CB:183:ILE:HG12 | 4:CB:202:ARG:HH21 1.78 0.48
4:CB:318:ASP:OD1 4:CB:322:ASN:N 2.34 0.48
4:CC:181:ASP:O 4:CC:184:SER:OG 2.24 0.48
4:CE:545:LEU:HD21 | 5:DA:378:GLN:HG3 1.95 0.48
5:DA:366:ASP:O 5:DA:370:GLU:HG2 2.13 0.48
5:DD:120:ALA:HB2 5:DD:127:1LE:HD13 1.94 0.48
5:DD:164:PRO:HD3 5:DD:201:LYS:HB3 1.95 0.48
5:DD:366:ASP:0OD2 5:DD:369:LYS:NZ 2.46 0.48
5:EI1:96:ASN:OD1 5:EI:97:GLY:N 2.46 0.48
5:FC:42:PHE:HB2 5:FD:329:GLY:N 2.28 0.48
5:FD:42:PHE:HZ 5:GE:31:PHE:HE1 1.60 0.48
5:FF:379:ARG:NH1 5:FF:382:GLN:OE1 2.46 0.48
5:GH:379:ARG:HG3 | 5:GI:395:LEU:HD13 1.93 0.48
3:BA:66:ARG:NH1 3:BA:260:LEU:HB3 2.28 0.48
3:BB:80:LEU:HD11 3:BB:243:VAL:HG13 1.93 0.48
3:BD:107:ARG:HH21 3:BD:211:LEU:HA 1.78 0.48
4:CD:221:ASP:OD1 4:CD:222:GLY:N 2.45 0.48
4:CD:232:GLY:HA3 5:DI:180:LYS:HD2 1.95 0.48
4:CF:88:ARG:HD3 4:.CF:492:LEU:HD11 1.95 0.48
4:CF:243:GLN:NE2 4:CF:244:LEU:O 2.47 0.48
4:CJ:460:LEU:O 4:CJ:463:GLN:HG3 2.12 0.48
5:EH:187:ASP:OD1 5:EH:191:ASN:N 2.47 0.48
5:FA:287:ASP:0D2 5:FA:287:ASP:N 2.44 0.48
5:FF:166:LYS:HG3 5:FF:168:PRO:HD2 1.95 0.48
5:FJ:76:1ILE:HD12 5:FJ:95:ARG:HD3 1.95 0.48
1:AE:238:ARG:NH2 1:AE:244:THR:O 2.38 0.48
3:BA:2:ARG:HE 4:CA:36:ARG:HH21 1.62 0.48
3:BA:54:GLN:OE1 4:CA:463:GLN:NE2 2.45 0.48
3:BH:81:SER:HA 3:BH:247:ARG:NH2 2.26 0.48
3:BH:168:ARG:HH21 4:CK:142:ASN:N 2.10 0.48
4:CC:88:ARG:HH21 4:CC:285:THR:C 2.22 0.48
4:CE:148:ASP:0O 4:CE:152:ARG:HG2 2.12 0.48
4:CF:392:LYS:NZ 4:CF:401:THR:OG1 2.47 0.48
4:CK:142:ASN:OD1 4:CK:143:GLN:N 2.47 0.48
5:DF:268:GLN:HB3 5:DG:285:PRO:HG3 1.95 0.48
5:DI:246: THR:HB 5:DI:257:.THR:HG23 1.95 0.48
5:EJ:207:-TRP:O 5:EJ:229:LEU:N 2.37 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
5:F1:46:LYS:NZ 5:FJ:327:SER:H 2.11 0.48
5:GC:249:THR:0OG1 5:GC:253:ALA:O 2.19 0.48
5:GD:102:ASP:0OD1 5:GD:103:GLU:N 2.46 0.48
1:AB:104:ALA:H 1:AB:225:GLU:HB2 1.79 0.48
3:BB:55:ALA:HB1 3:BB:271:GLN:HE22 1.78 0.48
3:BB:97:ALA:HB2 3:BB:110:LEU:HB3 1.94 0.48
3:BC:288:SER.:C 3:BC:292:MET:HE3 2.39 0.48
3:BC:304:PHE:C 3:BC:306:ASP:H 2.21 0.48
3:BD:98:GLY:HA2 3:BD:229:ILE:HG21 1.96 0.48
3:BD:140:LYS:HB3 3:BD:143:ALA:HB3 1.95 0.48
3:BK:298:GLN:C 3:BK:300:SER:H 2.20 0.48
4:CA:299:GLY:HA2 4:CA:421:ILE:HD11 1.96 0.48
4:CD:450:ASP:0OD1 4:CD:450:ASP:N 2.47 0.48
4:CE:183:ILE:HD13 4:CE:198:LEU:HB2 1.95 0.48
4:CF:80:ASN:OD1 4:CF:214:GLY:HA2 2.14 0.48
4:CF:297:-THR:HG21 | 4:CF:481:LEU:HD21 1.95 0.48
4:CJ:3:SER:O 4:CJ:7:HIS:ND1 2.35 0.48
5:DI:155:1ILE:HD12 5:DI:275:1LE:HD13 1.95 0.48
5:FD:155:ILE:HG12 | 5:FD:157:LEU:HD22 1.95 0.48
5:FF:345:GLY:HA3 5:FF:352:PHE:CE2 2.48 0.48
5:FH:73:ASP:OD1 5:FH:73:ASP:N 2.45 0.48
5:GG:393:GLN:OE1 5:GG:396:ASN:ND2 2.42 0.48
4:CG:297:THR:HA 4:CG:360:ALA:HB1 1.95 0.48
5:DA:189:GLN:HB2 5:DA:253:ALA:HB2 1.95 0.48
5:DK:93:TYR:HE2 5:DK:335:ALA:HB2 1.79 0.48
5:EJ:254: THR:HG23 5:FI1:233:GLU:HG3 1.96 0.48
5:FD:92:PHE:HB3 5:FD:332:VAL:HB 1.95 0.48
5:FG:92:PHE:HB3 5:FG:332:VAL:HB 1.95 0.48
5:GC:341:VAL:HG23 | 5:GC:343:LEU:HD12 1.96 0.48
5:GF:347:ALA:HA 5:GF:352:PHE:HD2 1.78 0.48
5:GG:100:LYS:HE3 5:GG:110:MET:HA 1.95 0.48
5:GH:74:VAL:HA 5:GH:357:ASN:HA 1.94 0.48
1:AD:90:ALA:HA 1:AD:249:GLY:HA3 1.95 0.48
1:AD:418:LEU:HD12 | 1:AD:421:GLN:NE2 2.29 0.48
3:BB:234:ARG:HA 3:BB:237:LYS:HE2 1.95 0.48
3:BD:183:ILE:HG23 3:BD:238:ASN:ND2 2.28 0.48
3:BG:234:ARG:O 3:BG:238:ASN:ND2 2.46 0.48
3:BH:49:ALA:HB1 3:BH:275:MET:HE1 1.96 0.48
3:BK:183:ILE:HG22 3:BK:198:LYS:NZ 2.29 0.48
4:CA:333:PRO:HB2 4:CA:350:ALA:HB3 1.94 0.48
4:CB:111:GLN:O 4:CB:115:THR:HG23 2.13 0.48
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4:CC:208:GLU:O 4:CC:212:ILE:HD12 2.14 0.48
4:CE:339:SER:O 4:CE:344:LYS:NZ 2.46 0.48
4:CJ:517:ASN:HB3 4:CJ:520:GLU:OE2 2.14 0.48
5:DA:199:PHE:HB3 | 5:DA:209:VAL:HG12 1.95 0.48
5:DE:145:ALA:HB2 5:DE:285:PRO:HG3 1.96 0.48
5:DK:70:ARG:NH2 5:DK:99:PHE:O 2.45 0.48
5:DK:74:VAL:HG12 | 5:DK:357:ASN:HD22 1.79 0.48
5:EA:179:LYS:HB2 5:EA:273:ASN:ND2 2.28 0.48
5:GC:327:SER:OG 5:GC:333: TRP:NE1 2.47 0.48
5:GD:105:ARG:HG2 5:GD:138:1LE:HB 1.95 0.48
5:GF:391:GLN:HA 5:GF:394:ILE:HD12 1.94 0.48
5:GI:123:THR:HB 5:GI:124:PRO:HD3 1.95 0.48
5:GJ:83:ARG:NH1 5:GJ:116:THR:HG21 2.28 0.48
3:BA:79:VAL:O 3:BA:83:VAL:HG23 2.14 0.48
3:BE:68:PHE:O 3:BE:71:GLN:HG3 2.14 0.48
3:BF:228:ALA:HA 3:BF:231:LYS:HG2 1.96 0.48
3:BG:54:GLN:OE1 4:CG:463:GLN:NE2 2.46 0.48
3:BG:260:LEU:O 3:BG:263:LEU:HG 2.14 0.48
3:BH:161: THR:HG22 | 3:BH:171:VAL:HG22 1.96 0.48
4:CG:168:GLN:HE21 | 4:CG:212:ILE:HD12 1.78 0.48
4:CK:93:SER:O 4:CK:97:ASN:ND2 2.47 0.48
5:DA:40:ASP:HB3 5:DC:330:ASP:O 2.14 0.48
5:DA:180:LYS:HG3 5:DA:196:ASN:HB3 1.96 0.48
5:DF:357:ASN:OD1 5:DF:358:GLY:N 2.46 0.48
5:DI:204:ASP:N 5:DI:204:ASP:OD1 2.46 0.48
5:EC:3:SER:HB2 5:FC:64:THR:HG21 1.95 0.48
5:EF:48:GLY:HA3 5:FG:21:ASN:ND2 2.28 0.48
5:FF:399:VAL:HG11 5:GE:382:GLN:HB3 1.95 0.48
5:FH:401:LEU:HD21 5:GI:385:ALA:HB1 1.95 0.48
1:AE:340: THR:HG21 3:BD:96:TYR:HA 1.95 0.48
3:BA:34:LYS:NZ 3:BA:37:.THR:HA 2.29 0.48
3:BA:253:GLN:O 3:BA:256:GLU:HG2 2.13 0.48
3:BA:304:PHE:C 3:BA:306:ASP:H 2.22 0.48
3:BH:110:LEU:O 3:BH:114:LEU:HD23 2.13 0.48
3:BK:102:LEU:HD23 | 3:BK:106:ASP:HB3 1.96 0.48
4:CI:537:GLN:HG3 | 4:CK:553:ARG:HH12 1.79 0.48
5:DC:41:MET:HG2 5:DC:52:LYS:HE3 1.96 0.48
5:DD:159:SER:O 5:DE:251:ASN:ND2 2.47 0.48
5:EE:328:GLN:HB2 5:EE:332:VAL:HG23 1.96 0.48
5:FA:169:PHE:HD1 5:FA:176:SER:HB3 1.79 0.48
5:FA:379:ARG:NH1 5:FA:382:GLN:OE1 2.47 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
5. FI.72:.LEU:HD11 5:FI:291: TYR:HE2 1.78 0.48
5:FJ:187:ASP:OD1 5:FJ:191:ASN:N 2.46 0.48
5:FJ:384:ASN:O 5:FJ:387:THR:OG1 2.28 0.48
5:GB:170:SER:HB2 5:GB:173:ASP:HB3 1.96 0.48
5:GC:378:GLN:HE22 | 5:GC:379:ARG:HH21 1.62 0.48
5:GE:198:TYR:HB2 5:GE:210:TYR:HB2 1.94 0.48
5:GE:384:ASN:O 5:GE:387:THR:0G1 2.20 0.48
5:GE:390:THR:O 5:GE:394:ILE:HG12 2.13 0.48
5:GH:155:ILE:HD13 | 5:GH:275:ILE:HG12 1.95 0.48
5:GK:211:THR:HG21 | 5:GK:245:ILE:HD13 1.95 0.48
1:AA:316:SER:O 1:AA:319:ARG:HG2 2.14 0.48
1:AD:139:LYS:HB2 1:AD:140:GLU:OE1 2.14 0.48
1:AE:100: THR:HB 1:AE:228:LYS:HG2 1.95 0.48
1:AE:173:LYS:HA 1:AE:179:PHE:HA 1.95 0.48
3:BA:85:THR:O 3:BA:88:GLN:HG3 2.14 0.48
3:BE:125:ALA:HB1 3:BE:146:PHE:HE1 1.79 0.48
3:BG:162:GLN:NE2 4:CG:453:ASN:O 2.47 0.48
3:BH:311:SER:C 3:BH:313:PHE:H 2.22 0.48
4:CB:318:ASP:HA 4:CB:435:ALA:HB3 1.95 0.48
5:DB:170:SER:HB2 5:DB:173:ASP:HB2 1.96 0.48
5:DF:125:PRO:HG2 5:DF:309:GLN:HG3 1.95 0.48
5:EG:242:THR:HG22 5:EG:261:SER:HA 1.95 0.48
5:EH:15:ASN:O 5:EH:19:ILE:HG12 2.13 0.48
5:GG:308:GLU:OE1 5:GG:308:GLU:N 2.46 0.48
3:BA:170:MET:HE3 3:BA:171:VAL:H 1.78 0.47
3:BE:179:ILE:HG23 3:BE:180:PHE:HD1 1.79 0.47
3:BG:71:GLN:O 3:BG:75:LEU:HG 2.14 0.47
3:BJ:162: GLN:OE1 4:CK:453:ASN:ND2 2.43 0.47
4:CK:518:LEU:HA 4:CK:521:GLU:OE2 2.13 0.47
5:DC:227:-THR:HG22 5:DC:228: THR:H 1.78 0.47
5:DD:193:HIS:CE1 5:DD:250:1LE:HG12 2.49 0.47
5:DI:291:TYR:HA 5:DI:301:GLY:HA2 1.96 0.47
5:EA:43:ALA:HB2 5:EA:49:LEU:HD11 1.96 0.47
5:EH:83:ARG:NH1 5:EH:116: THR:HG21 2.29 0.47
5:FB:194:ASP:O 5:FB:196:ASN:ND2 2.46 0.47
5:FF:19:ILE:HA 5:FF:22:ASN:HD22 1.79 0.47
5:FG:387:- THR:HA 5 FH:374:-MET:HE1 1.96 0.47
5:F1:102:ASP:OD1 5:FI:103:GLU:N 2.47 0.47
5:FI:159:SER:N 5:F1:268:GLN:O 2.46 0.47
5:GI:367:LEU:O 5:GI:371:LEU:HD23 2.14 0.47
5:GI:378:GLN:HE21 | 5:GI:382:GLN:HE22 1.60 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

1:AD:407:ALA:HA 1:AD:410:ASN:ND2 2.30 0.47
3:BA:163:GLN:HE22 | 4:CA:460:LEU:HD23 1.78 0.47
3:BD:251:GLY:O 3:BD:254:LEU:HG 2.13 0.47
4:CA:27:ASN:HD21 4:CC:7:HIS:C 2.21 0.47
4:CB:301:LEU:HD12 | 4:CB:477:ALA:HB3 1.95 0.47
4:CC:428:VAL:HG11 | 4:CC:434:ILE:HG12 1.96 0.47
4:CD:213:VAL:HA 4:CD:278:GLY:HA3 1.96 0.47
4:CE:180:ASN:HA 4:CE:183:ILE:HG22 1.95 0.47
4:CI:252:ASP:HB3 4:CI:255:ARG:HG3 1.95 0.47
5:DC:211:THR:HG21 | 5:DC:245:ILE:HG21 1.96 0.47
5:EH:145:ALA:HB2 5:EH:285:PRO:HD3 1.96 0.47
5:FD:401:LEU:HD21 | 5:GE:385:ALA:HB1 1.96 0.47
5:FE:287:ASP:0OD2 5:FE:288:LEU:N 2.46 0.47
5:FF:280:GLN:NE2 5:FF:282:GLY:O 2.37 0.47
5:FK:138:ILE:HA 5:FK:311:LEU:HD23 1.96 0.47
5:GG:83:ARG:HB3 5:GG:116:THR:OG1 2.14 0.47
5:GG:194:ASP:H 5:GG:215:SER:HG 1.57 0.47
5:GJ:268:GLN:HE22 | 5:GK:144:ALA:HB1 1.77 0.47
2:AC:17:GLN:NE2 2:AC:21:ASP:0D2 2.47 0.47
1:AD:26:GLU:HG3 1:AD:29:ARG:HE 1.78 0.47
1:AD:52:SER:O 1:AD:55:GLU:HG3 2.14 0.47
3:BF:134:TYR:HB2 3:BF:137:ALA:HB2 1.96 0.47
3:BJ:12:ASN:HD21 3:BJ:303: THR:HG23 1.79 0.47
4:CB:460:LEU:O 4:CB:463:GLN:HG2 2.14 0.47
4:CD:338:ASN:HB2 4:CD:411:SER:HB2 1.97 0.47
5:EA:207: TRP:HB2 5:EA:229:LEU:HB2 1.94 0.47
5:FJ:117:GLY:HA3 5:FJ:136:ILE:HD11 1.96 0.47
5:GE:227:THR:HB 5:GE:243:VAL:HG21 1.96 0.47
5:GH:96:ASN:ND2 5:GH:98:GLN:OE1 2.26 0.47
5:GH:230:LYS:HB2 5:GH:239:SER:HB3 1.95 0.47
5:GI:207: TRP:HB2 5:GI:229:LEU:HB2 1.96 0.47
3:BC:138:GLY:HA2 | 3:BC:175:THR:HG21 1.96 0.47
3:BF:91:GLN:NE2 3:BF:233:ASN:OD1 2.47 0.47
3:BG:21:ALA:O 3:BG:24:MET:HG2 2.14 0.47
3:BH:62: TYR:HE2 3:BH:166:SER:HB3 1.79 0.47
3:BI:225:ALA:O 3:BI:229:ILE:HG12 2.15 0.47
4:CE:231:ASN:HA 4:CE:274:LEU:HD23 1.95 0.47
4:CE:273:LYS:HD2 4:CE:274:LEU:HD12 1.95 0.47
4:CF:252:ASP:0D2 4:CF:254:THR:0G1 2.25 0.47
4:CI:330:ILE:HD12 4:CIL:424:-MET:HG2 1.96 0.47
4:CK:220:GLN:OE1 4:CK:226:ASN:ND2 2.46 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
4:CK:313:HIS:HD2 4:CK:324:GLY:N 2.13 0.47
5:DE:123:THR:0G1 5:DE:124:PRO:HD3 2.15 0.47
5:DE:328:GLN:HB2 | 5:DE:332:VAL:HG23 1.96 0.47
5:DH:287:ASP:O 5:DH:304:SER:N 2.47 0.47
5:DK:150:THR:HG23 | 5:DK:259:SER:HB3 1.95 0.47
5:FJ:92:PHE:HB3 5:FJ:332:VAL:HB 1.96 0.47
5:GC:149:THR:OG1 5:GC:281:ASN:ND2 2.40 0.47
5:GE:393:GLN:O 5:GE:397:THR:OG1 2.31 0.47
5:GH:99:PHE:HA 5:GH:109:ASN:HA 1.96 0.47
5:GH:198: TYR:HB2 5:GH:210: TYR:HB2 1.95 0.47
5:GH:287:ASP:0OD1 5:GH:288:LEU:N 2.47 0.47
5:GH:287:ASP:N 5:GH:304:SER:OG 2.43 0.47
5:GI:370:GLU:HA 5:GI:373:ASN:HB2 1.95 0.47
5:GJ:7:SER:HA 5:GJ:10:ASN:HD21 1.79 0.47
3:BE:147:ASP:HB2 3:BE:154:HIS:NE2 2.30 0.47
3:BF:140:LYS:HB2 3:BF:155:GLY:HA2 1.97 0.47
3:BG:243:VAL:O 3:BG:247:ARG:HG3 2.14 0.47
3:BI:183:ILE:HB 3:BI:238:ASN:HB3 1.96 0.47
4:CB:233: TYR:CE2 4:CB:270:ILE:HD12 2.49 0.47
4:CC:436:MET:HE2 4:CC:436:MET:HA 1.97 0.47
4:CE:75:LEU:HD13 4:CE:506:LEU:HB3 1.97 0.47
5:DC:92:PHE:HB3 5:DC:332:VAL:HB 1.97 0.47
5:DD:325:LEU:HD13 | 5:DD:333:TRP:HB3 1.96 0.47
5:DK:341:VAL:HG13 5:DK:343:LEU:HG 1.96 0.47
5:FD:376:VAL:HG22 5. FE:2:PHE:HD2 1.78 0.47
5:FE:167:- THR:OG1 5:FE:168:PRO:HD3 2.15 0.47
5:FF:96:ASN:ND2 5:FF:331:ASN:OD1 2.46 0.47
5:FF:396:ASN:HA 5:GE:379:ARG:NH2 2.28 0.47
5:FG:166:LYS:HG3 5:FG:168:PRO:HD?2 1.96 0.47
5:FK:123: THR:CG2 5:FK:124:PRO:HD3 2.43 0.47
5:GA:110:MET:HE3 | 5:GA:110:MET:HB3 1.79 0.47
5:GB:297:GLY:O 5:GB:314:ILE:HG12 2.14 0.47
5:GK:203:LYS:HB2 5:GK:206:GLU:HB2 1.95 0.47
1:AD:438:ALA:O 1:AD:442:GLN:HG2 2.13 0.47
3:BA:269:LEU:HD13 3:BL:18:ASN:ND2 2.22 0.47
3:BE:35:ARG:HB2 3:BE:281:VAL:HA 1.95 0.47
4:CF:290:ASP:OD1 4:CF:291:LEU:N 2.47 0.47
4:CG:231:ASN:OD1 4:CG:232:GLY:N 2.48 0.47
4:CI:68:ASP:HB3 4:CL:71:ILE:HG22 1.95 0.47
5:DB:148:THR:O 5:DB:258:PHE:HB3 2.14 0.47
5:EF:202:THR:0G1 5:EF:206:GLU:OE1 2.27 0.47
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Atom-1 Atom-2 distance (A) overlap (A)

5:EH:143:-MET:HE3 5:EH:309:GLN:HG3 1.95 0.47
5:EK:92:PHE:CD2 5:EK:113:MET:HE1 2.50 0.47
5:FA:207:-TRP:HE1 5:FA:267:GLN:NE2 2.13 0.47
5:FH:177:TYR:HB2 5:FH:198: TYR:HB3 1.97 0.47
5:GH:309:GLN:HE22 | 5:GH:311:LEU:HD12 1.80 0.47
5:GI:165:SER:OG 5:GI:175:ASP:0OD2 2.32 0.47
2:AC:29:ARG:HG2 2:AC:425:VAL:HG13 1.97 0.47
1:AD:347:-THR:HG1 1:AD:356:LYS:HB2 1.80 0.47
3:BA:34:LYS:HZ1 3:BA:37:-THR:HA 1.79 0.47
3:BB:170:MET:HE1 3:BB:256:GLU:HG2 1.97 0.47
3:BD:203:MET:HE2 3:BD:235:GLY:HA3 1.97 0.47
3:BH:66:ARG:HH21 3:BH:261:ASP:HA 1.80 0.47
3:BI:66:ARG:NH1 3:BI:260:LEU:O 2.48 0.47
3:BJ:26:LEU:HB3 3:BJ:290: TYR:HD2 1.79 0.47
3:BJ:66:ARG:HG3 3:BJ:257:LEU:HD22 1.95 0.47
3:BJ:226:ALA:HA 3:BJ:229:ILE:HG12 1.97 0.47
3:BL:114:LEU:HD12 3:BL:117:ILE:HD11 1.95 0.47
4:CA:335:VAL:HG22 | 4:CA:414:LEU:HD13 1.97 0.47
4:CB:488:LYS:HE3 4:CB:488:LYS:HB3 1.73 0.47
4:CC:335:VAL:HG11 4:CC:348:LEU:O 2.15 0.47
4:CD:210:ASN:HA 4:CD:215:VAL:HG22 1.97 0.47
4:CF:356:THR:O 4:CF:469:GLY:HA2 2.15 0.47
4:CF:439:GLU:HB3 | 4:CF:448: THR:HG23 1.96 0.47
4:CF:479:ALA:HA 4:CF:482:VAL:HG12 1.96 0.47
4:CG:248:PRO:HA 4:CG:256: THR:HA 1.96 0.47
4:CI:182:GLN:O 4:CI:186:MET:HE3 2.15 0.47
4:CJ:329:SER:OG 4:CJ:425:ASN:N 2.45 0.47
4:CJ:335:VAL:HG23 4:CJ:414:LEU:HB3 1.95 0.47
4:CJ:421:1LE:H 4:CJ:421:ILE:HD12 1.79 0.47
5:DA:5:ALA:HB1 5:DA:388:ILE:HG13 1.96 0.47
5:DF:200:VAL:HG23 | 5:DF:208:ALA:HB3 1.96 0.47
5:DI:167:-THR:HB 5:DI:168:PRO:HD3 1.97 0.47
5:DK:155:ILE:HA 5:DK:276:VAL:HB 1.96 0.47
5:DK:200:VAL:O 5:DK:208:ALA:N 2.47 0.47
5:EC:287:ASP:N 5:EC:287:ASP:0OD1 2.44 0.47
5:ED:83:ARG:HD2 5:ED:344:LEU:HD21 1.97 0.47
5:ED:303:TYR:HE1 5:ED:309:GLN:HB2 1.80 0.47
5:EG:125:PRO:HG2 5:EG:309:GLN:HG3 1.96 0.47
5:FB:379:ARG:NH1 5:FB:382:GLN:OE1 2.48 0.47
5:FD:80:GLY:HA3 5:FD:316:LEU:HD23 1.97 0.47
5:FG:246: THR:HG22 | 5:FG:257:- THR:HG22 1.97 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
5:GB:169:PHE:HA 5:GB:176:SER:OG 2.14 0.47
5:GC:29:TYR:HD1 5:GC:360:LEU:HD13 1.79 0.47
5:GG:327:SER:HB2 5:GG:333: TRP:CD1 2.50 0.47
5:GK:247:-THR:HG23 5:GK:256:ALA:O 2.14 0.47
3:BA:65:ALA:HB2 4:CA:118:GLN:NE2 2.29 0.47
3:BD:39:PRO:HD2 4:CF:96:ASP:0OD1 2.14 0.47
3:BF:35:ARG:HB2 3:BF:281:VAL:HA 1.97 0.47
3:BK:64:LEU:HG 3:BK:68:PHE:CE2 2.49 0.47
3:BK:179:ILE:HA 3:BK:246:VAL:HG21 1.96 0.47
3:BL:34:LYS:HB2 3:BL:34:LYS:HE3 1.69 0.47
4:CA:301:LEU:HD13 | 4:CA:477:ALA:HB3 1.97 0.47
4:CB:148:ASP:0OD2 4:CB:421:1LE:HG21 2.15 0.47
4:CB:519:ASP:O 4:.CF:9:MET:HE1 2.15 0.47
4:CF:553:ARG:HH11 | 4:CF:553:ARG:HG3 1.78 0.47
4:CG:38:THR:0OG1 4:CG:66:GLU:OE2 2.33 0.47
4:CH:365:ILE:HG23 | 4:CH:374:VAL:HG22 1.97 0.47
5:DC:83:ARG:HD2 5:DC:344:LEU:HD21 1.96 0.47
5:DI:32:LYS:NZ 5:DI:361:GLU:OE2 2.38 0.47
5:EA:70:ARG:O 5:EA:358:GLY:HA2 2.15 0.47
5:ED:230:LYS:HB2 5:ED:230:LYS:HE3 1.75 0.47
5:EH:70:ARG:HB3 5:EH:73:ASP:OD1 2.15 0.47
5:GB:318:ASN:HB2 5:GB:352:PHE:CE1 2.49 0.47
5:GE:94:SER:HB2 5:GE:332:VAL:HG12 1.97 0.47
1:AB:290:PHE:O 1:AB:294: THR:OG1 2.28 0.47
1:AD:408:GLN:HA 1:AD:411:VAL:HG22 1.97 0.47
3:BF:62:TYR:O 3:BF:66:ARG:HD2 2.15 0.47
3:BG:17:THR:O 3:BG:20:GLN:HG2 2.13 0.47
3:BI:73:VAL:O 3:BL:77:GLU:OE1 2.33 0.47
4:CB:27:ASN:ND2 4:CJ:535:ASN:OD1 2.47 0.47
4:CB:461:ASP:O 4:CB:465:SER:N 2.48 0.47
4:CE:147:THR:HA 4:CE:150: TYR:HD2 1.80 0.47
4:CE:177:ALA:HB2 4:CE:241:ALA:HB2 1.97 0.47
4:CH:226:ASN:OD1 4:CH:238:GLY:N 2.47 0.47
4:CI:502:VAL:HG22 | 4:CK:198:LEU:HD11 1.97 0.47
5:DA:187:ASP:0OD1 5:DA:191:ASN:N 2.47 0.47
5:DB:123:THR:HB 5:DB:124:PRO:HD2 1.97 0.47
5:DF:193:HIS:HE1 5:DF:250:ILE:HB 1.80 0.47
5:DH:229:LEU:HD21 | 5:DH:262:PHE:HD2 1.79 0.47
5:DK:155:ILE:O 5:DK:265:SER:HA 2.15 0.47
5:DK:171:VAL:HG21 5:DK:212:HIS:CE1 2.50 0.47
5:EC:177:TYR:HA 5:EC:200:VAL:HG22 1.97 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
5:EJ:198:TYR:O 5:EJ:209:VAL:HA 2.14 0.47
5:EK:98:GLN:HG2 5:EK:110:MET:HE3 1.97 0.47
5:FF:379:ARG:NH2 5:FG:396:ASN:OD1 2.48 0.47
5:FG:123: THR:OG1 5:FG:124:PRO:HD3 2.15 0.47
5:GA:2:PHE:CD2 5:GB:376:VAL:HG23 2.49 0.47
5:GB:143:MET:HE3 5:GB:309:GLN:NE2 2.30 0.47
5:GC:369:LYS:HE2 5:GC:369:LYS:HB2 1.77 0.47
5:GF:179:LYS:HE2 5:GF:273:ASN:HB3 1.97 0.47
5:GI:58:GLN:NE2 5:GI:327:SER:OG 2.43 0.47
1:AE:400:ASP:CG 1:AE:401:ASP:H 2.23 0.47
3:BD:300:SER:HA 3:BD:303:THR:HG23 1.96 0.47
3:BG:89:THR:O 3:BG:92:GLU:HG3 2.14 0.47
3:BH:170:MET:HB2 3:BH:170:MET:HE3 1.83 0.47
4:CB:132:ALA:O 4:CB:136:LYS:HG2 2.15 0.47
4:CD:229:MET:HE3 | 4:CD:235:LEU:HD11 1.97 0.47
4:CD:231:ASN:HD22 | 4:CD:270:1LE:HD11 1.79 0.47
4:CF:545:LEU:HD11 4:CH:19:LEU:HD13 1.96 0.47
4:CG:186:MET:HE1 4:CG:195:PRO:HD2 1.97 0.47
4:CK:107:SER:HA 4:CK:110:LEU:HD12 1.97 0.47
4:CK:375:-THR:HG22 | 4:CK:382:THR:HG23 1.96 0.47
5:DD:94:SER:HB2 5:DD:332:VAL:HG12 1.97 0.47
5:DF:22:ASN:ND2 5:DF:370:GLU:OE2 2.40 0.47
5:DJ:77:SER:OG 5:DJ:354:LYS:N 2.48 0.47
5:EB:263:LEU:HD12 5:EB:264:ASN:N 2.30 0.47
5:FC:247: THR:HG22 5:FC:256:ALA:H 1.80 0.47
5:FF:46:LYS:NZ 5:GG:56:ILE:HG13 2.30 0.47
5:GE:108:VAL:HG12 5:GE:114:GLN:HA 1.96 0.47
5:GE:294:ASN:OD1 5:GE:295:ASN:N 2.47 0.47
5:GF:148: THR:HG21 | 5:GF:185:VAL:HG12 1.96 0.47
5:GI:102:ASP:HB3 5:GI:106:ASN:H 1.80 0.47
5:GJ:205:ASN:HD22 5:GJ:231:PHE:C 2.22 0.47
1:AB:18:LEU:O 1:AB:22:LEU:HG 2.16 0.46
1:AD:428:SER:O 1:AD:432: THR:HG23 2.14 0.46
3:BD:161: THR:HA 3:BD:171:VAL:HA 1.97 0.46
3:BI:139:TYR:HB2 4:CE:451:SER:HB3 1.95 0.46
3:BK:304:PHE:C 3:BK:306:ASP:H 2.22 0.46
4:CC:265:ALA:HB3 4:CC:268:1LE:HD11 1.97 0.46
4:CI:524:ASN:O 4:CI:528: TYR:HD1 1.97 0.46
4:CJ:177:ALA:HB2 4:CJ:241:ALA:HB2 1.96 0.46
5:DA:258:PHE:CE2 5:DA:260:LEU:HB2 2.48 0.46
5:EB:117:GLY:HA2 | 5:EB:315:VAL:HG13 1.97 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
5:EE:159:SER:HA 5:EE:267:GLN:HE21 1.80 0.46
5:EH:148: THR:HG21 | 5:EH:185:VAL:HG12 1.97 0.46
5:E1:32:LYS:0O 5:EI:58: GLN:NE2 2.47 0.46
5:FE:159:SER:N 5:FE:268:GLN:O 2.41 0.46
5:GF:232:ASN:N 5:GF:236:ILE:O 2.35 0.46
5:GG:179:LYS:NZ 5:GG:180:LYS:O 2.45 0.46
1:AB:144:ILE:HG21 | 1:AB:203:LEU:HD13 1.97 0.46
3:BD:133:ARG:NH1 4:CF:125:GLU:OE1 2.38 0.46
3:BE:297:LEU:O 3:BE:300:SER:OG 2.33 0.46
3:BF:163:GLN:HG3 4:CD:457:GLN:OE1 2.15 0.46
3:BG:118:ARG:NH2 3:BG:201:PHE:HB3 2.30 0.46
3:BH:86:ALA:O 3:BH:89: THR:0G1 2.26 0.46
3:BJ:90:ALA:HB2 3:BJ:117:ILE:HG21 1.97 0.46
3:BK:119:ASP:HA 3:BK:122:MET:HG2 1.95 0.46
4:CE:146:THR:O 4:CE:149:GLN:HG2 2.16 0.46
4:CF:362:ASP:OD1 4:.CF:413:LEU:HD11 2.15 0.46
4:CG:91:GLN:HA 4:CG:94:LYS:HZ3 1.80 0.46
4:CG:327:PHE:HE1 4:CG:434:ILE:HG12 1.81 0.46
4:CK:287:ARG:HA | 4:CK:291:LEU:HD12 1.96 0.46
5:DF:167:- THR:OG1 5:DF:168:PRO:HD3 2.15 0.46
5:DJ:392:ASP:OD1 5:E1:379:ARG:NH2 2.45 0.46
5:DK:235:GLY:HA2 5:DK:267:GLN:HB2 1.98 0.46
5:EH:197:VAL:HG22 | 5:EH:211:THR:HG22 1.97 0.46
5:FA:213:ASP:0OD2 5:FA:247:-THR:0G1 2.31 0.46
5:GC:143:MET:HE2 5:GC:283:TYR:CE1 2.50 0.46
5:GG:74:VAL:O 5:GG:97:GLY:HA3 2.15 0.46
5:GIL:174:ALA:HA 5:GL:177:TYR:CE2 2.50 0.46
1:AD:446:MET:O 1:AD:450:LEU:HB2 2.15 0.46
3:BG:85:THR:O 3:BG:88:GLN:HG3 2.15 0.46
3:BJ:102:LEU:HD22 3:BJ:106:ASP:HB3 1.98 0.46
4:CA:167:ALA:HA 4:CA:170:ASN:HD22 1.80 0.46
4:CA:545:LEU:HD11 5:DE:16:LEU:HD13 1.97 0.46
4:CB:80:ASN:HD21 4:CB:277:THR:HB 1.81 0.46
4:CC:352:VAL:HA 4:CC:398.LEU:HG 1.97 0.46
4:CD:88:ARG:HG3 4:CD:286:PHE:CD1 2.50 0.46
4:CD:88:ARG:HG3 4:CD:286:PHE:HD1 1.80 0.46
4:CD:350:ALA:HB1 | 4:CD:398:LEU:HD13 1.97 0.46
4:CF:301:LEU:HD13 | 4:CF:468:VAL:HG11 1.97 0.46
4:CI:319:ALA:N 4:CI:434:1ILE:O 2.48 0.46
4:CK:259:ALA:HA 4:CK:270:ILE:HG12 1.98 0.46
5:DA:303:TYR:HE1 5:DA:309:GLN:HG2 1.80 0.46

Continued on next page...




Page 90

Full wwPDB EM Validation Report

EMD-63802, 9MCG

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
5:DB:195:MET:HE1 5:DB:247:THR:HA 1.96 0.46
5:DE:125:PRO:HG2 5:DE:309:GLN:HG3 1.97 0.46
5:FF:200:VAL:HG23 5:FF:208:ALA:HB3 1.97 0.46
5:FG:76:ILE:HD11 5:FG:82:PHE:CE2 2.51 0.46
5:FH:149: THR:OG1 5:FH:281:ASN:ND2 2.46 0.46
5:GA:43:ALA:HB2 5:GA:49:LEU:HD11 1.98 0.46
5:GE:109:ASN:OD1 5:GE:113:MET:N 2.49 0.46
5:GJ:123:THR:HB 5:GJ:124:PRO:HD3 1.96 0.46
1:AA:160:1LE:HG23 1:AA:165:SER:HB3 1.97 0.46
2:AC:449:LYS:HZ3 2:AC:449:LYS:HG2 1.48 0.46
1:AD:157:ARG:HD3 1:AD:171:ILE:HD12 1.96 0.46
1:AD:375:GLU:HA 1:AD:379:GLY:HA2 1.98 0.46
1:AE:21:ASP:HA 1:AE:24:LYS:HG2 1.98 0.46
3:BA:2:ARG:NH2 4:CA:513:VAL:O 2.48 0.46
3:BA:84:THR:HA 3:BA:87T:ILE:HG22 1.97 0.46
3:BC:310:MET:HA 3:BC:315:LEU:HD23 1.96 0.46
3:BF:179:ILE:O 3:BF:242:ASN:ND2 2.48 0.46
3:BG:314:GLN:O 3:BG:317:ARG:HG2 2.15 0.46
3:BI:140:LYS:NZ 3:BI:156:GLY:HA3 2.30 0.46
4:CC:27:ASN:O 4:CG:531:TYR:OH 2.18 0.46
4:CD:158:VAL:HG11 | 4:CD:287:ARG:HD3 1.97 0.46
4:CE:45:ASN:HA 5:DA:329:GLY:HA3 1.97 0.46
4:CE:318:ASP:OD1 4:CE:322:ASN:N 2.48 0.46
4:CE:531:TYR:OH 5:DA:24:ALA:O 2.30 0.46
4:CF:393:LEU:HB2 4:CF:400:VAL:CG1 2.46 0.46
4:CG:134:ILE:HG12 4:CG:327:PHE:HZ 1.81 0.46
4:CG:329:SER:.OG 4:CG:425:ASN:N 2.47 0.46
4:CH:106:LEU:HB3 4:CH:478:TYR:CE1 2.50 0.46
5:EF:402:ARG:HD2 5:FF:375:1ILE:HG12 1.97 0.46
5:EJ:76:ILE:H 5:EJ:76:1ILE:HD12 1.81 0.46
5:EK:74:VAL:HG21 | 5:EK:355:LEU:HD23 1.96 0.46
5:FF:280:GLN:CD 5:FF:282:GLY:H 2.23 0.46
5:FH:83:ARG:NH1 5:FH:116: THR:HG21 2.30 0.46
5:GE:295:ASN:HB3 5:GE:354:LYS:NZ 2.30 0.46
5:GH:380:ASN:OD1 5:GH:381:TYR:N 2.49 0.46
5:GI:143:MET:HB2 5:GI:303:TYR:CE2 2.51 0.46
5:GJ:167:-THR:OG1 5:GJ:168:PRO:HD3 2.14 0.46
5:GK:195:MET:CE | 5:GK:247: THR:HG22 2.46 0.46
1:AB:439:GLN:O 1:AB:443:LEU:HD23 2.15 0.46
3:BD:199:ASN:O 3:BD:203:MET:HG2 2.15 0.46
3:BE:220:VAL:O 3:BE:223:GLU:HG2 2.16 0.46
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3:BF:161: THR:HG22 3:BF:171:VAL:HA 1.97 0.46
3:BK:139:TYR:HE1 3:BK:160:VAL:HA 1.80 0.46
4:CI:392:LYS:O 4:CI:399:LYS:NZ 2.48 0.46
5:DB:94:SER:OG 5:DB:95:ARG:N 2.48 0.46
5:DE:148: THR:HB 5:DE:185:VAL:HG13 1.98 0.46
5:EK:152:SER:HB3 5:EK:279:ASN:HB2 1.97 0.46
5:EK:195:MET:HG3 5:EK:258:PHE:HZ 1.80 0.46
5:EK:287:ASP:0D2 5:EK:288:LEU:N 2.48 0.46
5:F1:123:THR:HB 5:FI1:124:PRO:HD3 1.97 0.46
5:FJ:233:GLU:O 5:FK:189:GLN:NE2 2.44 0.46
5:GK:72:LEU:HD13 5:GK:100:LYS:HA 1.97 0.46
1:AB:366:LEU:HD23 1:AB:366:LEU:HA 1.73 0.46
1:AD:13:LEU:HB3 1:AD:443:LEU:HD13 1.97 0.46
1:AD:73: THR:HG22 1:AD:267:LYS:HG2 1.97 0.46
1:AD:123:ASP:OD1 1:AD:123:ASP:N 2.46 0.46
1:AE:429:ILE:HA 1:AE:432: THR:HG22 1.97 0.46
3:BA:242:ASN:O 3:BA:246:VAL:HG23 2.15 0.46
3:BH:68:PHE:O 3:BH:71:GLN:HG2 2.16 0.46
3:BI:241:ASN:O 3:BIl:244:LEU:HG 2.16 0.46
3:BJ:314:GLN:NE2 4:CK:522:TYR:OH 2.48 0.46
3:BL:16:ILE:HG12 3:BL:304:PHE:CE2 2.50 0.46
3:BL:87:ILE:HD11 3:BL:121:LEU:HD21 1.98 0.46
3:BL:291:VAL:O 3:BL:294:GLN:HG3 2.15 0.46
4:CA:368:ASP:HA 4:CA:408:LYS:HA 1.96 0.46
4:CB:547:ASP:OD1 5:DE:379:ARG:NH1 2.49 0.46
4:CF:209:LEU:O 4:CF:212:ILE:HG22 2.15 0.46
4:CG:209:LEU:HD23 | 4:CG:227.LEU:HD13 1.98 0.46
4:CH:162:ILE:HG23 | 4:CH:280:LEU:HD11 1.98 0.46
4:CI:461:ASP:OD1 4:CI:464:ASN:ND2 2.30 0.46
5:DD:68: THR:HG21 | 5:DD:360:LEU:HD12 1.97 0.46
5:DK:156:ASN:HD22 | 5:DK:274:ASN:HB2 1.80 0.46
5:EC:207:-TRP:HE1 5:EC:267:GLN:NE2 2.14 0.46
5:EG:84:LEU:HD23 5:EG:115:LEU:HA 1.97 0.46
5:FB:209:VAL:HG22 5:FB:227:THR:O 2.16 0.46
5:GB:95:ARG:HG3 5:GB:333:TRP:HZ3 1.80 0.46
5:GC:387:THR:O 5:GC:390: THR:0G1 2.34 0.46
5:GF:5:ALA:HB1 5:GF:383:ILE:HG13 1.97 0.46
1:AA:349:ASP:O 1:AA:353:GLY:CA 2.64 0.46
2:AC:243:VAL:HG12 | 2:AC:247:PRO:HD3 1.96 0.46
3:BA:2:ARG:NH2 4:CA:36:ARG:HE 2.14 0.46
4:CB:145:LYS:NZ 4:CB:424:MET:HE2 2.30 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
4:CE:355:SER:O 4:CE:358:VAL:HG22 2.16 0.46
4:CF:338:ASN:N 4:CF:341:ASN:OD1 2.48 0.46
4:CG:233:TYR:CE2 4:CG:260: TYR:HB2 2.50 0.46
5:DG:198: TYR:HB2 5:DG:210: TYR:HB2 1.97 0.46
5:EG:315:VAL:HG21 | 5:EG:344:LEU:HD23 1.97 0.46
5:FK:287:ASP:OD1 5:FK:287:ASP:N 2.46 0.46
5:GD:15:ASN:OD1 5:GD:16:LEU:HD12 2.16 0.46
5:GD:118:TYR:HB2 5:GD:313:GLN:HB3 1.98 0.46
5:GF:126: THR:O 5:GF:128:GLN:NE2 2.48 0.46
1:AE:79:THR:HG21 | 1:AE:258:VAL:HG11 1.97 0.46
3:BA:310:MET:SD 4:CJ:529:GLN:HG3 2.55 0.46
3:BB:199:ASN:HB3 | 3:BB:202:VAL:HG22 1.97 0.46
3:BD:294:GLN:NE2 3:BD:294:GLN:O 2.49 0.46
3:BF:70:THR:HG23 | 3:BF:254:LEU:HD22 1.97 0.46
4:CB:502:VAL:HG22 | 4:CF:198:LEU:HD21 1.96 0.46
4:CC:49:GLY:N 4:CC:52:GLY:O 2.48 0.46
4:CE:43:GLN:HB3 5:DA:330:ASP:O 2.15 0.46
4:CH:290:ASP:0OD1 4:CH:291:LEU:N 2.49 0.46
4:CH:517:ASN:HB3 4:CH:520:GLU:OE1 2.16 0.46
4:CI:69:ALA:O 4:CI:72: THR:0G1 2.31 0.46
4:CI:357:-LYS:HE2 4:CI:396:ASP:HA 1.97 0.46
5:DA:105:ARG:HE 5:DA:105:ARG:HB3 1.58 0.46
5:DB:145:ALA:H 5:EK:268:GLN:HE22 1.62 0.46
5:FC:158:ASN:HB3 5:FC:161:ASP:0OD2 2.16 0.46
5:GB:378:GLN:HE21 | 5:GB:379:ARG:HH12 1.63 0.46
5:GD:93:TYR:O 5:GD:333: TRP:N 2.46 0.46
5:GF:94:SER:HB2 5:GF:332:VAL:HA 1.97 0.46
5:GF:195:MET:HE2 5:GF:211:THR:HB 1.98 0.46
5:GG:83:ARG:HH21 | 5:GG:133:PRO:HB2 1.80 0.46
1:AD:33:ILE:HG12 1:AD:421:GLN:NE2 2.31 0.46
1:AD:407:ALA:HA 1:AD:410:ASN:HD21 1.81 0.46
1:AD:418:LEU:O 1:AD:421:GLN:HG2 2.16 0.46
3:BB:290:TYR:O 3:BB:294:GLN:HG2 2.16 0.46
3:BD:267:ARG:HH21 | 3:BE:75:LEU:HD11 1.81 0.46
3:BG:1:MET:H2 3:BG:3:ILE:HD11 1.80 0.46
3:BG:25:LYS:O 3:BG:28:GLU:HG2 2.16 0.46
3:BK:275:MET:HE3 | 3:BK:279:VAL:HG11 1.97 0.46
3:BL:302:LYS:HA 3:BL:302:LYS:HD2 1.75 0.46
4:CA:166:VAL:HG13 | 4:CA:244:LEU:HB2 1.98 0.46
4:CB:120:LEU:HD12 | 4:CB:133:LEU:HD12 1.98 0.46
4:CD:106:LEU:O 4:CD:110:LEU:HG 2.15 0.46
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4:CD:318:ASP:HA 4:CD:435:ALA:HA 1.97 0.46
4:CG:35:THR:HB 4:CG:65:ARG:HD2 1.98 0.46
4:.CG:212:ILE:O 4:CG:279:SER:OG 2.27 0.46
4:CI:185:ARG:HH22 | 5:DJ:289:VAL:HG21 1.80 0.46
4:CK:87:THR:HG22 4:CK:91:GLN:NE2 2.30 0.46
5:DC:49:LEU:HD13 5:EC:64:THR:HG22 1.98 0.46
5:DG:148: THR:HG21 | 5:DG:185:VAL:HG12 1.98 0.46
5:DJ:230:LYS:HB2 5:DJ:239:SER:HB3 1.97 0.46
5:EC:127:ILE:HD11 | 5:EC:310:VAL:HG11 1.98 0.46
5:EF:145:ALA:HB2 5:EF:285:PRO:HD3 1.98 0.46
5:FA:86:ASP:OD1 5:FA:87:SER:N 2.47 0.46
5:FC:159:SER:HA 5:FC:267:GLN:NE2 2.31 0.46
5:GB:158:ASN:HB2 | 5:GB:160:THR:HG22 1.97 0.46
5:GB:374:MET:HE1 | 5:GK:386:GLN:HB3 1.97 0.46
5:GH:180:LYS:HE3 5:GH:196:ASN:HB3 1.96 0.46
1:AA:167:1ILE:HG21 | 1:AA:183:LEU:HD12 1.97 0.46
2:AC:173:LYS:NZ 1:AD:245:ASP:0OD2 2.32 0.46
3:BA:229:1LE:O 3:BA:233:ASN:ND2 2.48 0.46
3:BG:118:ARG:HH12 | 3:BG:122:MET:HB2 1.81 0.46
3:BH:133:ARG:CZ 4:CI:450:ASP:HB2 2.46 0.46
3:BH:304:PHE:O 3:BH:305:THR:OG1 2.27 0.46
3:BI:128: THR:0G1 3:BI:133:ARG:O 2.34 0.46
3:BL:20:GLN:NE2 3:BL:297:LEU:HB3 2.30 0.46
4:CA:118:GLN:OE1 | 4:CA:460:LEU:HD21 2.16 0.46
4:CA:553:ARG:HH22 | 5:DC:390:THR:HG1 1.62 0.46
4:CF:398:LEU:HD11 4:CF:416:PRO:HB3 1.98 0.46
4:CG:130:ARG:O 4:CG:133:LEU:HG 2.15 0.46
4:CI:545:LEU:HD11 5:-DK:16:LEU:HD13 1.97 0.46
5:DA:210:TYR:CE1 5:DA:225:ALA:HA 2.51 0.46
5:DF:199:PHE:HZ 5:DF:262:PHE:HE1 1.63 0.46
5:DF:207: TRP:O 5:DF:229:LEU:N 2.44 0.46
5:EA:338:ALA:HA 5:EC:103:GLU:OE2 2.15 0.46
5:EH:243:VAL:HG13 | 5:EH:245:1LE:HD11 1.98 0.46
5:EJ:177:TYR:HA 5:EJ:200:VAL:HG12 1.98 0.46
5:FA:83:ARG:HD2 5:FA:344:LEU:HD21 1.97 0.46
5:FD:164:PRO:HG3 | 5:FD:200:VAL:HG23 1.97 0.46
5:FE:84:LEU:HD23 5:FE:115:LEU:HA 1.98 0.46
5:FE:398:LEU:HD13 5:GE:368:SER:HA 1.98 0.46
5:FG:73:ASP:0OD2 5:FG:359:ALA:N 2.49 0.46
5:GC:201:LYS:HB3 5:GC:207:TRP:CZ3 2.51 0.46
5:GH:291:TYR:HA 5:GH:301:GLY:HA2 1.98 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
1:AD:26:GLU:O 1:AD:30:LEU:HD23 2.15 0.45
1:AD:129:ARG:HE 1:AD:203:LEU:HD11 1.80 0.45
1:AD:171:ILE:HG21 1:AD:179:PHE:HD2 1.81 0.45
3:BC:168:ARG:NH1 4:CF:139:GLY:HA2 2.31 0.45
3:BF:139:TYR:HB2 3:BF:156:GLY:HA3 1.98 0.45
3:BG:1:MET:SD 3:BG:1:MET:N 2.89 0.45
4:CE:438:SER:HB3 4:CE:454:ARG:HB2 1.98 0.45
4:CF:392:LYS:HG3 4:CF:399:LYS:HE2 1.98 0.45
4:CH:361:THR:HG21 | 4:CH:376:ARG:HD3 1.97 0.45
4:CJ:88:ARG:HA 4:CJ:91:GLN:HE22 1.81 0.45
4:CK:148:ASP:O 4:CK:152:ARG:HG3 2.16 0.45
5:DH:74:VAL:HG12 5:DH:357:ASN:HA 1.98 0.45
5:EG:207: TRP:HB2 5:EG:229:LEU:HB2 1.98 0.45
5:FH:395:LEU:O 5:FH:399:VAL:HG12 2.17 0.45
5:GB:325:LEU:HD21 | 5:GB:333:TRP:HB3 1.98 0.45
5:GD:186:TYR:HD2 5:GD:192:ALA:HA 1.80 0.45
5:GE:82:PHE:O 5:GE:93: TYR:HA 2.16 0.45
5:GK:143:MET:N 5:GK:286:GLY:O 2.38 0.45
1:AA:340:THR:HG22 1:AA:342:ALA:H 1.80 0.45
1:AE:110: THR:O 1:AE:180:GLN:NE2 2.49 0.45
3:BB:310:MET:N 3:BB:314:GLN:HE22 2.14 0.45
3:BE:304:PHE:C 3:BE:306:ASP:H 2.23 0.45
3:BK:121:LEU:HD12 | 3:BK:204:LEU:HD11 1.98 0.45
3:BL:18:ASN:O 3:BL:22:GLU:HG2 2.16 0.45
3:BL:295:ALA:O 3:BL:298:GLN:HG2 2.16 0.45
4:CB:308:ALA:HB2 | 4:CB:467:VAL:HG11 1.97 0.45
4:CC:517:ASN:O 4:CC:521:GLU:HG2 2.16 0.45
4:CD:346:VAL:HG21 4:CD:406:ALA:HA 1.98 0.45
4:CF:331:GLY:HA3 4:.CF:420:ALA:HB1 1.97 0.45
4:CJ:148:ASP:O 4:CJ:152:ARG:HG2 2.15 0.45
5:DB:142:LEU:HD13 | 5:EK:156:ASN:ND2 2.32 0.45
5:DB:379:ARG:HD3 5:DB:379:ARG:HA 1.67 0.45
5:DK:336:THR:HG22 5:DK:338:ALA:H 1.81 0.45
5:FH:4:GLN:NE2 5:FH:48:GLY:O 2.48 0.45
5:GC:77:SER:OG 5:GC:354:LYS:N 2.48 0.45
5:GE:148:THR:HG21 | 5:GE:280:GLN:NE2 2.32 0.45
5:GI:93:TYR:O 5:GI:333: TRP:N 2.34 0.45
5:GK:298:THR:O 5:GK:300:VAL:HG23 2.16 0.45
1:AA:428:SER:O 1:AA:431:GLU:HG3 2.15 0.45
2:AC:66:LYS:HE3 2:AC:71:LYS:HB3 1.98 0.45
3:BB:41:ASP:OD1 3:BB:42:ASP:N 2.43 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
3:BB:304:PHE:C 3:BB:306:ASP:H 2.24 0.45
3:BD:35:ARG:HG3 3:BD:36:VAL:HG23 1.98 0.45
4:CA:301:LEU:HG 4:CA:305:PHE:HE2 1.81 0.45
4:CA:462:LEU:HD12 | 4:CA:465:SER:HB2 1.99 0.45
4:CD:438:SER:H 4:CD:455:ASN:HB2 1.82 0.45
4:CE:68:ASP:HB3 4:CE:71:ILE:HG22 1.98 0.45
4:CE:134:ILE:HG12 4:CE:327:PHE:CZ 2.52 0.45
4:CE:374:VAL:HG21 | 4:CE:385:ALA:HB2 1.98 0.45
4:CH:310:ASN:OD1 4:CH:330:ILE:HD11 2.16 0.45
4:CI:181:ASP:O 4:CI:184:SER:OG 2.27 0.45
4:CK:510:GLN:HE21 | 4:CK:511:GLN:HG2 1.82 0.45
5:DC:229:LEU:HD21 | 5:DC:262:PHE:CD2 2.51 0.45
5:DE:46:LYS:HB2 5:DF:56:ILE:HD13 1.98 0.45
5:DE:209:VAL:HG22 5:DE:227:THR:O 2.16 0.45
5:DI:300:VAL:HG21 5:DI1:308:GLU:HB2 1.98 0.45
5:EK:187:ASP:HA 5:EK:256:ALA:HB2 1.98 0.45
5:GB:174:ALA:HA 5:GB:177:TYR:CE1 2.51 0.45
5:GC:117:GLY:HA3 5:GC:136:ILE:HD11 1.97 0.45
5:GC:158:ASN:ND2 5:GC:160: THR:O 2.49 0.45
5:GI:284:LYS:HD3 5:GI:285:PRO:HD2 1.97 0.45
2:AC:13:LEU:HA 2:AC:14:PRO:HD3 1.84 0.45
2:AC:321:ILE:HG23 2:AC:397:TYR:CZ 2.51 0.45
3:BC:2:ARG:N 4:CF:13:ASN:HD21 2.14 0.45
3:BI:104:ASP:HA 3:BI:107:ARG:HH11 1.80 0.45
4:CA:376:ARG:O 4:CA:380:ASN:HA 2.16 0.45
4:CB:40:ILE:HD11 4:CB:64:GLN:HB2 1.98 0.45
4:CE:40:ILE:HG13 4:CE:61:SER:HB3 1.99 0.45
4:CG:37:GLN:HG2 4:CG:196:ASN:HD22 1.80 0.45
4:CI:329:SER:OG 4:CI:425:ASN:N 2.48 0.45
5:DB:142:LEU:HD13 | 5:EK:156:ASN:HD22 1.81 0.45
5:DH:395:LEU:HD13 | 5:EG:379:ARG:HG3 1.99 0.45
5:DI:86:ASP:OD1 5:DI:87:SER:N 2.46 0.45
1:AA:83:LYS:HZ1 1:AA:85:SER:HB3 1.82 0.45
1:AA:444:ASP:HA 1:AA:447-MET:HG3 1.98 0.45
1:AB:70:PHE:CG 1:AB:374:ARG:HD2 2.52 0.45
3:BA:304:PHE:HD2 | 3:BA:305:THR:HG23 1.82 0.45
3:BC:74:SER:O 3:BC:77:GLU:HG2 2.17 0.45
3:BE:167:ALA:O 4:CD:142:ASN:ND2 2.49 0.45
3:BH:168:ARG:HD3 3:BH:168:ARG:HA 1.65 0.45
4:CA:376:ARG:O 4:CA:380:ASN:N 2.50 0.45
4:CB:441:LYS:HB3 4:CB:448:THR:O 2.16 0.45
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4:CD:87:THR:HA 4:CD:90:GLU:OE1 2.16 0.45
4:CG:109:SER:HB2 | 4:CG:140:LEU:HD22 1.98 0.45
5:DD:238:GLU:HG2 5:DD:239:SER:N 2.31 0.45
5:DJ:265:SER:C 5:DJ:266:MET:HE2 2.41 0.45
5:DK:153:MET:HE2 5:DK:262:PHE:HD1 1.82 0.45
5:EC:402:ARG:HH11 5:FA:389:LYS:NZ 2.15 0.45
5:FA:187:ASP:0D2 5:FA:191:ASN:HB2 2.17 0.45
5:FB:399:VAL:HA 5:GK:386:GLN:HE21 1.81 0.45
5:GC:207:-TRP:HE1 5:GC:267:GLN:CD 2.25 0.45
5:GI:38:PHE:CE2 5:GI:53:VAL:HG22 2.52 0.45
5:GK:209:VAL:HG23 | 5:GK:226:SER:HB2 1.97 0.45
2:AC:16:ASP:0OD1 2:AC:17:GLN:N 2.50 0.45
2:AC:100: THR:H 2:AC:229:LEU:HA 1.82 0.45
3:BJ:37:THR:HB 4:CK:102:LYS:HD3 1.98 0.45
3:BK:56:GLN:HG3 3:BK:271:GLN:NE2 2.32 0.45
4:CA:437:ALA:HA 4:CA:452:ASP:HB2 1.99 0.45
4:CD:333:PRO:HG2 4:CD:350:ALA:HB3 1.97 0.45
5:DD:148: THR:O 5:DD:258:PHE:HB3 2.17 0.45
5:DD:195:-MET:HE3 5:DD:213:ASP:HB2 1.98 0.45
5:EA:229:LEU:HD22 | 5:EA:237:LEU:HD21 1.98 0.45
5:EE:186:TYR:HE2 | 5:EE:280:GLN:HE22 1.65 0.45
5:EF:207: TRP:HB2 5:EF:229:LEU:HB2 1.98 0.45
5:FD:392:ASP:HA 5:GC:379:ARG:HD2 1.98 0.45
5:FG:194:ASP:N 5:FG:215:SER:OG 2.43 0.45
5:FG:201:LYS:HB2 5:FG:207: TRP:CZ3 2.51 0.45
5:FI:48:GLY:HA3 5:FJ:21:ASN:ND2 2.31 0.45
5:GB:3:SER:HB2 5:GB:7:SER:HB3 1.98 0.45
5:GF:227:-THR:HB 5:GF:243:VAL:HG11 1.98 0.45
5:GI:105:ARG:NH1 5:GI:140:ASN:HB3 2.32 0.45
5:GI:137:THR:O 5:GI:139:PRO:HD3 2.17 0.45
5:GI:371:LEU:O 5:GI:374:MET:HB3 2.16 0.45
1:AE:131:ILE:HG12 | 1:AE:197:VAL:HG22 1.98 0.45
3:BB:220:VAL:HA 3:BB:223:GLU:OE2 2.17 0.45
3:BG:235:GLY:HA2 | 3:BG:238:ASN:HD21 1.81 0.45
4:CC:229:MET:SD 4:CC:230:ALA:N 2.88 0.45
4:CE:151:LEU:HD23 | 4:CE:295:ARG:HG2 1.98 0.45
4:CE:452:ASP:HA 4:CE:454:ARG:HH11 1.82 0.45
4:CF:316:GLY:HA2 4:CF:438:SER:HA 1.98 0.45
4:CG:65:ARG:NH1 4:CG:200:ASP:OD1 2.50 0.45
4:CI:36:ARG:HE 4:CI:66:GLU:HG3 1.82 0.45
4:CI:106:LEU:HD12 4:CI:478:TYR:HE1 1.82 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
4:CI:302:ALA:HB1 4:Cl:424:MET:HE1 1.99 0.45
4:CJ:1:MET:HG3 4:CJ:3:SER:H 1.81 0.45
4:CJ:262:ASP:HB3 4:CJ:265:ALA:HB3 1.98 0.45
5:DB:124:PRO:HA 5:DB:125:PRO:HD3 1.85 0.45
5:DD:253:ALA:HA 5:EC:233:GLU:OE1 2.17 0.45
5:DE:177:TYR:HA 5:DE:200:VAL:HG12 1.98 0.45
5:DJ:129:GLN:OE1 5:DJ:129:GLN:N 2.43 0.45
5:EG:187:ASP:OD1 5:EG:191:ASN:N 2.49 0.45
5:FD:295:ASN:HB3 5:FD:354:LYS:HE2 1.98 0.45
5:FF:155:ILE:HG12 5 FF:157.LEU:HD22 1.99 0.45
5:GD:372:VAL:HG11 5:GE:6:VAL:HG22 1.98 0.45
5:GIL:78:GLN:HG2 5:GIL:79:ASN:N 2.32 0.45
5:GI:396:ASN:O 5:GI:399:VAL:HG22 2.16 0.45
5:GJ:22:ASN:HD22 5:GJ:31:PHE:HE2 1.64 0.45
5:GJ:164:PRO:HD3 5:GJ:201:LYS:HB3 1.98 0.45
5:GJ:179:LYS:HB3 5:GJ:199:PHE:HD?2 1.82 0.45
3:BA:95:VAL:HG11 3:BL:65:ALA:HA 1.99 0.45
3:BC:7:MET:HE1 4:CB:507:TYR:CE2 2.52 0.45
3:BH:151:GLY:O 3:BH:199:ASN:ND2 2.47 0.45
3:BK:266:ASP:O 3:BK:269:LEU:HG 2.16 0.45
4:CB:376:ARG:HB2 4:CB:379:ASP:OD1 2.17 0.45
4:CD:292:ASP:0OD1 4:CD:296:ASN:ND2 2.49 0.45
4:CF:117:LEU:O 4:.CF:120:LEU:HG 2.17 0.45
4:CF:130:ARG:O 4:CF:134:1ILE:HG12 2.17 0.45
4:CF:170:ASN:CG 4:CF:243:GLN:HG2 2.42 0.45
4:CG:148:ASP:OD1 4:CG:295:ARG:NH2 2.49 0.45
4:CG:197:ASP:OD1 4:CG:198:LEU:N 2.48 0.45
4:CK:183:ILE:HG23 | 4:CK:195:PRO:HG2 1.98 0.45
5:DD:52:LYS:HB2 5:DD:52:LYS:HE3 1.76 0.45
5:DG:185:VAL:HG23 5:DG:193:HIS:HB2 1.98 0.45
5:DI:205:ASN:OD1 5:DI:267:GLN:NE2 2.49 0.45
5:EF:167:- THR:OG1 5:EF:168:PRO:HD3 2.17 0.45
5:EI:1:SER:OG 5:El:2:PHE:N 2.49 0.45
5:EI:187:ASP:OD1 5:EI1:191:ASN:N 2.49 0.45
5:EK:283:TYR:HB3 | 5:EK:307:GLN:HE21 1.82 0.45
5:FI1:93:TYR:HE1 5:F1:335:ALA:HB2 1.81 0.45
5:FJ:367:LEU:HA 5:FJ:370:GLU:OE2 2.17 0.45
5:GD:201:LYS:HD3 5:GD:207:TRP:CH2 2.51 0.45
5:GJ:174:ALA:HA 5:GJ:177:TYR:CE1 2.52 0.45
1:AA:73: THR:HG21 1:AA:92:ALA:HB2 1.99 0.45
1:AA:420:LYS:O 1:AA:423:LEU:HG 2.17 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:AD:268:ASP:OD1 1:AD:268:ASP:N 2.49 0.45
1:AE:173:LYS:HD2 1:AE:173:LYS:C 2.42 0.45
3:BA:275:MET:O 3:BA:279:VAL:HG22 2.16 0.45
3:BB:19:SER:O 3:BB:23:TRP:HD1 2.00 0.45
4:CA:183:ILE:HG12 4:CA:198:LEU:HB3 1.98 0.45
4:CC:155:ASP:0OD1 4:CC:159:ASN:ND2 2.50 0.45
4:CC:499:GLN:HA 4:CC:502:VAL:HG12 1.98 0.45
4:CF:303:LEU:HD11 4:CF:331:GLY:H 1.80 0.45
4:CF:445:ASP:0OD1 4:CF:446:VAL:N 2.50 0.45
5:DA:207:-TRP:HB2 5:DA:229:LEU:HB2 1.99 0.45
5:DB:261:SER:HB3 5:DB:263:LEU:HD13 1.99 0.45
5:DC:158:ASN:HD22 5:DC:272:ALA:HA 1.82 0.45
5:DF:273:ASN:C 5:DF:273:ASN:ND2 2.73 0.45
5:DG:123: THR:HB 5:DG:124:PRO:HD3 1.98 0.45
5:ED:233:GLU:OE2 5:EE:254:THR:N 2.33 0.45
5:EE:394:1LE:HD11 5:EF:378:GLN:HG3 1.98 0.45
5:EF:41:MET:HB2 5:EF:49:LEU.HB2 1.99 0.45
5:FE:195:MET:HE2 5:FE:195:MET:HA 1.99 0.45
5:FF:379:ARG:HA 5:FF:379:ARG:HD3 1.69 0.45
2:AC:255:THR:HG22 | 2:AC:256:LYS:HG2 1.99 0.45
3:BA:2:ARG:HE 4:CA:36:ARG:NH2 2.15 0.45
3:BF:200:LEU:HD23 3:BF:200:LEU:H 1.82 0.45
3:BF:270:GLY:O 3:BF:273:LEU:HG 2.17 0.45
3:BG:163:GLN:HG3 4:CG:457:GLN:HA 1.98 0.45
3:BI:244:LEU:HA 3:BI:247:ARG:HG3 1.97 0.45
3:BK:82:GLN:HG3 3:BK:124:LEU:HD11 1.99 0.45
4:CC:186:MET:HE2 4:CC:186:MET:HA 1.99 0.45
4:CE:415:LYS:HB3 4:CE:418:SER:HB3 1.99 0.45
4:CE:517:ASN:O 4:CE:521:GLU:HG2 2.16 0.45
4:.CK:97:ASN:OD1 4:CK:98:LEU:N 2.50 0.45
4:CK:179:LEU:HD23 4:CK:179:LEU:HA 1.70 0.45
5:DC:235:GLY:HA2 5:DC:267:GLN:HB3 1.99 0.45
5:DF:28: THR:O 5:DF:363:SER:HB2 2.17 0.45
5:DI:108:VAL:HG12 5:DI:114:GLN:HA 1.99 0.45
5:EA:195:MET:SD 5:EA:213:ASP:HB3 2.57 0.45
5:FA:201:LYS:HB2 5:FA:207:TRP:CE3 2.52 0.45
5:FA:379:ARG:HA 5:FA:379:ARG:HD3 1.76 0.45
5:FF:280:GLN:OE1 5:FF:282:GLY:N 2.50 0.45
5:FF:298: THR:HG22 | 5:FF:313:GLN:NE2 2.32 0.45
5:GA:86:ASP:0OD1 5:GA:87:SER:N 2.48 0.45
5:GB:207: TRP:HE1 5:GB:267:GLN:CD 2.25 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

5:GE:155:1LE:HD13 5:GE:199:PHE:HE2 1.81 0.45
5:GJ:359:ALA:C 5:GJ:360:LEU:HD12 2.42 0.45
3:BA:139:TYR:H 3:BA:159:SER:HA 1.82 0.44
3:BC:52:LEU:HD23 3:BC:275:MET:HB2 1.99 0.44
3:BE:125:ALA:HB1 3:BE:146:PHE:CE1 2.52 0.44
3:BE:215:VAL:HB 3:BE:222:LYS:HA 1.99 0.44
3:BG:97:ALA:HB2 3:BG:110:LEU:HD22 1.98 0.44
3:BK:184:THR:OG1 3:BK:241:ASN:ND2 2.50 0.44
4:CA:372: TRP:HB2 4:CA:385:ALA:HB3 1.98 0.44
4:CD:175:GLN:HE21 | 4:CH:491: THR:HG23 1.82 0.44
4:CE:1:MET:HG3 5:DB:366:ASP:CG 2.42 0.44
4:CE:195:PRO:O 4:CE:199:LEU:HG 2.17 0.44
4:CE:372: TRP:CZ3 4:CE:393:LEU:HD13 2.52 0.44
4:CG:204:GLN:O 4:CG:208:GLU:OE1 2.35 0.44
5:DF:203:LYS:HB2 5:DF:206:GLU:HB2 1.98 0.44
5:DG:227:THR:HB 5:DG:243:VAL:HG11 1.99 0.44
5:DH:158:ASN:N 5:DH:273:ASN:OD1 2.46 0.44
5:DK:222:PRO:HB2 | 5:DK:224:THR:HG22 1.98 0.44
5:EA:230:LYS:O 5:EA:237:LEU:HD12 2.18 0.44
5:FE:187:ASP:HB2 5:FE:254: THR:O 2.17 0.44
5:GC:205:ASN:ND2 5:GC:231:PHE:O 2.50 0.44
5:GD:317:ALA:HB2 5:GD:344:LEU:HA 1.98 0.44
5:GF:143:MET:HE1 5:GF:305:ASN:ND2 2.33 0.44
5:GH:288:LEU:HD12 5:GH:303:TYR:CZ 2.52 0.44
5:GJ:153:MET:HE2 5:GJ:262:PHE:CE1 2.52 0.44
1:AD:346:1LE:HG13 1:AD:356:LYS:O 2.17 0.44
1:AD:432:THR:O 1:AD:435:ARG:HG3 2.17 0.44
3:BA:237:-LYS:NZ 3:BL:62:TYR:O 2.41 0.44
3:BE:151:GLY:HA3 | 3:BE:199:ASN:HD21 1.82 0.44
4:CD:545:LEU:HD21 4:CI:529:GLN:HG3 2.00 0.44
4:CH:317:TYR:O 4:CH:435:ALA:HA 2.17 0.44
4:CK:455:ASN:HD22 4:CK:455:ASN:C 2.24 0.44
5:DA:205:ASN:OD1 5:DA:267:GLN:NE2 2.43 0.44
5:DA:367:LEU:HD23 5:DA:367:LEU:HA 1.77 0.44
5:DE:173:ASP:0OD2 5:DE:176:SER:N 2.50 0.44
5:EH:336: THR:HG22 5:EH:337:GLN:H 1.82 0.44
5:EJ:57:THR:HG21 5:FK:110:MET:HE3 1.98 0.44
5:GB:83:ARG:HE 5:GB:133:PRO:HG2 1.82 0.44
5:GH:70:ARG:HG2 5:GH:72:LEU:H 1.81 0.44
5:GH:203:LYS:HD2 5:GH:203:LYS:O 2.17 0.44
5:GI:374:MET:HE2 5:GIL:374:MET:HB2 1.75 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

5:GJ:85:VAL:HG21 5:GJ:135:PRO:HG3 2.00 0.44
5:GJ:143:MET:N 5:GJ:286:GLY:O 2.34 0.44
1:AE:445:THR:HB 3:BF:24:MET:HE1 1.99 0.44
3:BB:94:1LE:HA 3:BB:114:LEU:HD21 1.98 0.44
3:BC:30:MET:HE2 3:BC:286:VAL:HG22 1.99 0.44
4:CD:475:ASN:OD1 4:CD:476:ASP:N 2.51 0.44
4:CE:197:ASP:0OD1 4:CE:197:ASP:N 2.50 0.44
4:CJ:76:ARG:HD2 4:CJ:210:ASN:HD22 1.82 0.44
4:CK:19:LEU:HA 4:CK:22:VAL:HG12 1.98 0.44
5:DC:145:ALA:HB2 5:DC:285:PRO:HD3 1.99 0.44
5:DG:108:VAL:HG12 5:DG:114:GLN:HA 1.99 0.44
5:ED:195:MET:HE1 5:ED:213:ASP:HB2 2.00 0.44
5:EH:379:ARG:HG3 5:EI:395:LEU:HD13 2.00 0.44
5:FE:316:LEU:HD13 5:FE:347:ALA:HB2 1.98 0.44
5:GD:268:GLN:HE22 5:GE:144:ALA:HA 1.82 0.44
5:GD:295:ASN:O 5:GD:354:LYS:NZ 2.38 0.44
5:GE:292:GLN:HE22 | 5:GE:302:ASN:HB2 1.83 0.44
5:GE:375:ILE:O 5:GE:378:GLN:HG2 2.17 0.44
5:GI:373:ASN:HA 5:GI:376:VAL:HG12 1.99 0.44
1:AB:83:LYS:HB2 1:AB:253: THR:HB 2.00 0.44
3:BA:118:ARG:NH2 3:BA:205:ASP:OD1 2.50 0.44
3:BB:144:ALA:O 3:BB:154:HIS:ND1 2.50 0.44
3:BB:174:HIS:ND1 3:BB:246:VAL:HG22 2.33 0.44
3:BC:102:LEU:HD12 3:BC:106:ASP:CG 2.42 0.44
3:BH:91:GLN:NE2 3:BH:236:LEU:HB2 2.33 0.44
4:CB:317:TYR:N 4:CB:437:ALA:O 2.51 0.44
4:CH:549:LEU:HD21 5:DH:368:SER:HA 2.00 0.44
4:CI:48:LEU:HD12 4:CI:53: TRP:CE2 2.52 0.44
4:CJ:260:-TYR:HB2 4:CJ:270:ILE:HD11 1.98 0.44
5:DA:123: THR:HB 5:DA:124:PRO:HD3 1.98 0.44
5:DC:167: THR:HB 5:DC:168:PRO:HD3 1.99 0.44
5:DC:336: THR:HG22 5:DC:337:GLN:H 1.83 0.44
5:-DD:210:TYR:HE1 5:DD:225:ALA:HA 1.81 0.44
5:EA:74:VAL:O 5:EA:97:GLY:HA3 2.18 0.44
5:EA:169:PHE:HE1 5:EA:177'TYR:HB3 1.82 0.44
5:EG:193:HIS:CG 5:EG:247:-THR:HG21 2.53 0.44
5:FB:378:GLN:HG3 5:FK:394:ILE:HD11 1.99 0.44
5:FC:177:TYR:HA 5:FC:200:VAL:HG12 2.00 0.44
5:FJ:210: TYR:HD1 5:FJ:225:ALA:HA 1.82 0.44
5:GI:155:ILE:HD11 5:GL:179:LYS:HG2 1.99 0.44
5:GK:127:ILE:HG21 | 5:GK:313:GLN:HB2 1.99 0.44

Continued on next page...




Page 101

Full wwPDB EM Validation Report

EMD-63802, 9MCG

Continued from previous page...

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

5:GK:167:-THR:OG1 | 5:GK:168:PRO:HD3 2.17 0.44
1:AA:120:GLN:HG3 1:AA:152:SER:HB3 1.99 0.44
1:AB:138:ARG:H 1:AB:193:-MET:HE1 1.82 0.44
2:AC:269:ASP:0OD1 2:AC:271:LYS:NZ 2.37 0.44
1:AE:65:ASN:HD21 1:AE:391:ALA:HB2 1.81 0.44
3:BA:66:ARG:NH1 3:BA:260:LEU:HD13 2.23 0.44
3:BD:42:ASP:0OD1 3:BD:44:ILE:HG12 2.17 0.44
3:BK:2:ARG:HD2 3:BK:2:ARG:HA 1.82 0.44
3:BL:184: THR:HG22 3:BL:186:ASN:H 1.83 0.44
4:CB:487:ASN:OD1 4:CF:168:GLN:NE2 2.45 0.44
4:CD:437:ALA:HA 4:CD:452:ASP:HB3 2.00 0.44
4:CE:156:LYS:0O 4:CE:160:ILE:HG13 2.18 0.44
4:CE:368:ASP:0OD1 4:CE:368:ASP:N 2.43 0.44
4:CG:428:VAL:HG23 | 4:CG:433:GLU:HB2 2.00 0.44
5:DF:178:ASN:HD22 | 5:DF:207:TRP:HZ3 1.64 0.44
5:DK:185:VAL:O 5:DK:193:HIS:N 2.48 0.44
5:EA:283:TYR:HB3 | 5:EA:307:GLN:HE21 1.82 0.44
5:EB:216:ASP:HB2 5:EB:250:ILE:HD11 2.00 0.44
5:ED:166:LYS:NZ 5:ED:168:PRO:HB2 2.32 0.44
5:EG:40:ASP:HB2 5:EH:330:ASP:O 2.17 0.44
5:FC:366:ASP:O 5:FC:370:GLU:HG2 2.18 0.44
5:FJ:96:ASN:OD1 5:FJ:98:GLN:HG3 2.17 0.44
5:GA:40:ASP:OD1 5:GA:40:ASP:N 2.50 0.44
5:GA:394:ILE:HD12 5:GC:381:TYR:CD2 2.52 0.44
5:GC:92:PHE:HB3 5:GC:332:VAL:HB 1.99 0.44
5:GF:179:LYS:HG2 5:GF:199:PHE:HB2 1.99 0.44
5:GG:179:LYS:HB2 | 5:GG:273:ASN:HD22 1.82 0.44
5:GG:200:VAL:HG13 | 5:GG:208:ALA:HB3 1.98 0.44
5:GI:363:SER:O 5:GI:365:VAL:HG23 2.17 0.44
1:AA:99:VAL:HG22 1:AA:229:LEU:HG 2.00 0.44
1:AA:174:VAL:HG23 | 1:AA:180:GLN:OE1 2.17 0.44
1:AD:30:LEU:O 1:AD:34: THR:HG23 2.18 0.44
3:BB:62:TYR:CD1 3:BB:165:ASP:HA 2.53 0.44
3:BD:36:VAL:HG13 3:BD:41:ASP:HB2 1.99 0.44
3:BG:13:MET:SD 3:BI:288:SER:HB3 2.57 0.44
3:BH:147:ASP:HB3 3:BH:151:GLY:H 1.83 0.44
3:BK:176:GLY:HA2 3:BK:179:ILE:HG12 2.00 0.44
3:BK:275:MET:O 3:BK:279:VAL:HG22 2.16 0.44
3:BL:219:ASN:HA 3:BL:222:LYS:HE2 2.00 0.44
4:CA:108:GLY:HA2 4:CA:111:GLN:CD 2.43 0.44
4:CC:87:-THR:HA 4:CC:90:GLU:CD 2.43 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
4:CI:87:THR:HG21 4:CI:279:SER:HB2 1.99 0.44
4:CK:313:HIS:HD2 4:CK:324:GLY:H 1.64 0.44
4:CK:323:LYS:HB3 4:CK:323:LYS:HE2 1.79 0.44
5:DA:146:LYS:NZ 5:DA:283:TYR:O 2.51 0.44
5:DC:209:VAL:O 5:DC:226:SER:N 2.49 0.44
5:DF:174:ALA:HA 5:DF:177:TYR:CZ 2.53 0.44
5:DG:158:ASN:ND2 5:DG:161:ASP:HB3 2.32 0.44
5:DJ:207:TRP:HB2 5:DJ:229:.LEU:HB3 2.00 0.44
5:FC:32:LYS:NZ 5:FC:361:GLU:OE2 2.40 0.44
5:FC:143:MET:HE2 | 5:FC:309:GLN:HE21 1.82 0.44
5:FD:296:ASP:N 5:FD:296:ASP:0OD1 2.51 0.44
5:GA:76:ILE:HD11 5:GA:82:PHE:CE2 2.52 0.44
5:GJ:363:SER:O 5:GJ:365:VAL:HG23 2.18 0.44
3:BC:137:ALA:HB3 | 3:BC:141:THR:HG22 2.00 0.44
3:BE:84: THR:HA 3:BE:87:ILE:HG22 1.99 0.44
3:BE:163:GLN:HG2 3:BE:163:GLN:O 2.18 0.44
3:BE:276:SER:OG 3:BE:280:ASP:0OD2 2.33 0.44
3:BF:156:GLY:HA2 4:CD:447:ASP:HB3 1.99 0.44
3:BH:115:GLN:NE2 3:BH:212:LYS:HD3 2.32 0.44
4:CA:40:ILE:HG21 5:DE:110:MET:HG3 1.99 0.44
4:CC:273:LYS:HA 4:CC:273:LYS:HD3 1.80 0.44
4:CD:349:-THR:OG1 | 4:CD:401:THR:0G1 2.35 0.44
4:CF:18:ALA:HA 4:CF:39:THR:HG21 1.99 0.44
4:CJ:151:LEU:HB3 4:CJ:295:ARG:NH1 2.33 0.44
4:CK:87:THR:CG2 4:CK:91:GLN:HE22 2.29 0.44
5:DC:201:LYS:NZ 5:DC:204:ASP:HA 2.33 0.44
5:DG:161:ASP:OD1 5:DG:161:ASP:N 2.50 0.44
5:DI:287:ASP:0OD2 5:DI:287:ASP:N 2.49 0.44
5:EA:123:THR:HB 5:EA:124:PRO:HD3 1.98 0.44
5:EK:232:ASN:N 5:EK:238:GLU:OE1 2.51 0.44
5:FH:166:LYS:HB3 5:FH:168:PRO:HD2 2.00 0.44
5:GC:174:ALA:HA 5:GC:177:TYR:CE1 2.53 0.44
5:GI:180:LYS:NZ 5:GI:198: TYR:OH 2.50 0.44
1:AA:416:LYS:HD3 1:AA:420:LYS:HE3 1.99 0.44
1:AB:64:LEU:HG 1:AB:279:TRP:HD1 1.82 0.44
1:AE:431:GLU:O 1:AE:435:ARG:HG3 2.18 0.44
3:BB:161: THR:HG23 3:BB:171:VAL:HA 1.99 0.44
3:BE:58:GLN:HG3 3:BE:62: TYR:HE2 1.83 0.44
3:BF:25:LYS:HB2 3:BF:25:LYS:HE3 1.77 0.44
3:BI:66:ARG:O 3:BI:70: THR:HG23 2.18 0.44
3:BJ:102:LEU:O 3:BJ:107:ARG:NE 2.51 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

4:CA:443:ASP:HB3 4:CA:446:VAL:O 2.18 0.44
4:CC:186:MET:HG3 | 4:CC:195:PRO:HG3 2.00 0.44
4:CD:89:TYR:HE1 4:CD:493:LYS:HB2 1.83 0.44
4:CG:273:LYS:HD2 4:CG:273:LYS:N 2.33 0.44
4:CG:375:THR:HG22 | 4:CG:382:THR:OG1 2.18 0.44
4:CH:529:GLN:O 4:CH:533:LEU:HG 2.18 0.44
5:DA:180:LYS:HD2 5:DA:196:ASN:ND2 2.32 0.44
5:DA:398:LEU:HD23 5:DA:398:LEU:HA 1.85 0.44
5:DB:123:THR:O 5:DB:124:PRO:C 2.59 0.44
5:DH:158:ASN:ND2 5:DH:161:ASP:0OD1 2.50 0.44
5:DJ:174:ALA:HA 5:DJ:177:TYR:CE2 2.53 0.44
5:DK:379:ARG:HA 5:DK:379:ARG:HD3 1.84 0.44
5:EB:193:HIS:HE1 5:EB:250:ILE:HD13 1.80 0.44
5:EH:107:LEU:HD23 5:EH:107:LEU:HA 1.90 0.44
5:FA:94:SER:OG 5:FA:95:ARG:N 2.50 0.44
5:FC:158:ASN:OD1 5:FC:159:SER:N 2.50 0.44
5:FE:173:ASP:0OD2 5:FE:176:SER:N 2.51 0.44
5:FJ:195:-MET:HE1 5:FJ:213:ASP:HB2 1.99 0.44
5:GF:157:LEU:HG 5:GF:179:LYS:NZ 2.33 0.44
1:AB:135:GLN:OE1 1:AB:193:MET:HE3 2.18 0.44
1:AE:23:THR:O 1:AE:27:LYS:HG2 2.17 0.44
3:BC:161:THR:HB 3:BC:171:VAL:HG22 2.00 0.44
3:BC:288:SER:O 3:BC:292:MET:HE3 2.18 0.44
4:CA:172:TYR:O 4:CA:176:ILE:HG13 2.18 0.44
4:CB:45:ASN:HA 5:DG:329:GLY:HA2 1.99 0.44
4:CC:147:-THR:HA 4:CC:150:TYR:HD2 1.83 0.44
4:CE:146: THR:HA 4:CE:149:GLN:HG2 2.00 0.44
4:CH:291:LEU:HG 4:CH:295:ARG:NH1 2.33 0.44
4:CI:231:ASN:HA 4:CI:274:LEU:HD13 2.00 0.44
4:CI:319:ALA:HA 4:CIL:437:ALA:HB3 2.00 0.44
4:CI:399:LYS:HD2 4:CI:399:LYS:HA 1.81 0.44
5:DA:33:SER:HB3 5:DA:365:VAL:HG22 2.00 0.44
5:DG:284:LYS:HG3 5:DG:285:PRO:HD2 1.98 0.44
5:EA:148: THR:HG1 5:EA:186:TYR:H 1.61 0.44
5:EC:102:ASP:HB2 5:EC:108:VAL:HG11 1.99 0.44
5:FJ:233:GLU:HB2 | 5:FK:254:THR:HG23 1.99 0.44
5:GA:189:GLN:OE1 5:GA:189:GLN:HA 2.18 0.44
5:GD:128:GLN:HB3 5:GD:131:ALA:HB2 1.99 0.44
5:GE:213:ASP:0D2 5:GE:247:-THR:0G1 2.34 0.44
5:GF:206:GLU:OFE1 5:GF:230:LYS:HA 2.18 0.44
5:GG:105:ARG:O 5:GG:105:ARG:HG2 2.17 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
5:GH:80:GLY:HA3 5:GH:316:LEU:HD13 2.00 0.44
1:AB:175:LYS:HG2 1:AB:176:GLU:H 1.82 0.43
1:AB:192: THR:HG22 | 1:AB:212: THR:OG1 2.17 0.43
2:AC:46:ALA:HB1 2:AC:312:LEU:HD22 1.99 0.43
3:BA:232:THR:O 3:BA:236:LEU:HG 2.18 0.43
3:BC:174:HIS:HA 3:BC:178:GLN:HE21 1.82 0.43
3:BC:311:SER:C 3:BC:313:PHE:H 2.25 0.43
3:BJ:26:LEU:HD11 3:BJ:289:SER:OG 2.17 0.43
4:CA:390:ASP:HB3 4:CA:392:LYS:HE3 2.00 0.43
4:CC:251:ALA:HA 4:CC:338:ASN:HA 2.00 0.43
4:CC:298:LEU:O 4:CC:301:LEU:HG 2.18 0.43
4:CC:429:THR:0G1 4:CC:433:GLU:OE2 2.36 0.43
4:CD:541:THR:HG21 | 4:CI:525:LEU:HD11 2.00 0.43
4:CF:172: TYR:CE1 4:CF:208:GLU:HG3 2.53 0.43
4:CG:175:GLN:O 4:CG:179:LEU:HD23 2.18 0.43
4:CH:132:ALA:O 4:CH:136:LYS:HG2 2.18 0.43
4:CJ:171:ASN:O 4:CJ:174:LYS:HG2 2.18 0.43
5:DC:73:ASP:HB2 5:DC:360:LEU:HD21 2.00 0.43
5:DD:143:MET:HG3 | 5:DD:309:GLN:NE2 2.32 0.43
5:DD:173:ASP:0OD2 5:DD:176:SER:OG 2.30 0.43
5:DG:207:TRP:HE1 5:DG:267:GLN:CD 2.26 0.43
5:DK:62:ASP:N 5:DK:62:ASP:0OD1 2.49 0.43
5:DK:160:THR:HB 5:DK:269:ASN:HD22 1.83 0.43
5:EB:161:ASP:0OD2 5:EB:178:ASN:ND2 2.51 0.43
5:EB:303:TYR:HE1 5:EB:309:GLN:HB2 1.83 0.43
5:EC:303: TYR:HE2 5:EC:309:GLN:HB2 1.83 0.43
5:ED:198:TYR:O 5:ED:209:VAL:HA 2.18 0.43
5:EH:232:ASN:OD1 5:EH:236:ILE:N 2.51 0.43
5:EJ:77:SER:OG 5:EJ:354:LYS:HG2 2.17 0.43
5:EJ:390: THR:OG1 5:EK:402: ARG:NH2 2.50 0.43
5:FB:369:LYS:HE3 5:FB:369:LYS:HB3 1.72 0.43
5:FD:254: THR:HG23 | 5:GC:233:GLU:HG3 1.99 0.43
5:FG:195:MET:SD 5:FG:213:ASP:HB3 2.58 0.43
5:FH:336: THR:HG22 5:FH:337:GLN:H 1.83 0.43
5:FJ:129:GLN:N 5:FJ:129:GLN:OE1 2.50 0.43
5:GC:206:GLU:OE1 5:GC:206:GLU:HA 2.17 0.43
5:GF:145:ALA:HB2 5:GF:285:PRO:HD3 1.99 0.43
5:GF:151:ALA:HB3 | 5:GF:260:LEU:HD23 1.99 0.43
5:GG:330:ASP:CG 5:GG:331:ASN:H 2.26 0.43
1:AA:77:SER:HB2 1:AA:263:VAL:HG22 2.00 0.43
1:AA:81:ASP:0OD2 1:AA:256:LYS:HB3 2.18 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
3:BB:174:HIS:HD2 3:BB:175:THR:N 2.16 0.43
3:BD:240:LEU:O 3:BD:244:LEU:HD23 2.17 0.43
3:BE:310:MET:SD 4:CD:529:GLN:HG2 2.58 0.43
3:BG:312:LEU:HG 3:BG:313:PHE:H 1.83 0.43
3:BJ:304:PHE:C 3:BJ:306:ASP:H 2.26 0.43
4:CD:522:TYR:O 4:CD:526:GLN:HG2 2.18 0.43
4:CE:36:ARG:HH21 4:CE:66:GLU:HG3 1.83 0.43
4:CF:7:HIS:C 4:CH:27:ASN:HD21 2.25 0.43
4:CF:89:TYR:CE1 4:CF:493:LYS:HB2 2.53 0.43
4:CG:136:LYS:O 4:CG:140:LEU:HG 2.17 0.43
4:CG:158:VAL:O 4:CG:162:ILE:HG12 2.18 0.43
4:CK:455:ASN:O 4:CK:455:ASN:ND2 2.50 0.43
5:DC:279:ASN:OD1 5:DC:280:GLN:N 2.50 0.43
5:DH:129:GLN:OE1 5:DH:129:GLN:N 2.50 0.43
5:DJ:164:PRO:HB3 5:DJ:176:SER:O 2.19 0.43
5:EC:392:ASP:OD1 5:FA:379:ARG:NE 2.37 0.43
5:EK:74:VAL:O 5:EK:97:GLY:HA3 2.18 0.43
5:FD:253:ALA:HA 5:GC:233:GLU:HG2 2.00 0.43
5:FF:395:LEU:O 5:GE:379:ARG:NH2 2.51 0.43
5:FH:397: THR:HG21 5:GI:382:GLN:HG2 2.00 0.43
5:F1:232: ASN:HD21 5:F1:236:1LE:HB 1.82 0.43
5:FI:389:LYS:HE3 5:FI:389:LYS:HB2 1.83 0.43
5:GE:155:ILE:HD13 5:GE:199:PHE:CE2 2.53 0.43
5:GF:397:THR:O 5:GF:401:LEU:N 2.51 0.43
5:GI:14:THR:O 5:GI:18:VAL:HG23 2.18 0.43
5:GJ:143:MET:HB2 5:GJ:303:TYR:CD2 2.52 0.43
1:AA:409:ASP:HA 1:AA:412:ASN:HD21 1.83 0.43
1:AA:435:ARG:O 1:AA:439:GLN:HG2 2.19 0.43
1:AB:64:LEU:HD11 1:AB:275:ALA:O 2.17 0.43
3:BD:107:ARG:NH2 3:BD:210:ALA:O 2.51 0.43
3:BK:138:GLY:HA2 | 3:BK:175:THR:HG22 2.01 0.43
3:BL:10:GLU:HA 3:BL:13:MET:SD 2.59 0.43
4:CA:107:SER:O 4:CA:111:GLN:OE1 2.36 0.43
4:CB:68:ASP:0OD1 4:CB:68:ASP:N 2.49 0.43
4:CB:393:LEU:HB2 4:CB:400:VAL:HB 2.00 0.43
4.CC:117:LEU:O 4:CC:121:VAL:HG23 2.18 0.43
4:CD:307:ASP:HB2 4:CD:355:SER:HB3 2.01 0.43
4:CF:121:VAL:HG22 4:CF:456:GLY:HA3 2.00 0.43
4:CG:165:SER:HA 4:CG:168:GLN:CD 2.43 0.43
4:CI:9:-MET:HE3 4:CI:13:ASN:HB2 2.01 0.43
4:CI:130:ARG:HD2 4:CI:431:GLU:HB2 2.00 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
4:CJ:327:PHE:HD1 4:CJ:428:VAL:HB 1.84 0.43
4:CK:80:ASN:HD21 4:CK:277:-THR:HB 1.83 0.43
5:DA:74:VAL:O 5:DA:97:GLY:HA3 2.19 0.43
5:DD:210:TYR:CE1 5:DD:225:ALA:HA 2.53 0.43
5:DD:364:ASN:OD1 5:DD:364:ASN:C 2.61 0.43
5:DF:123: THR:HB 5:DF:124:PRO:HD3 2.01 0.43
5:EC:390:THR:O 5:EC:394:ILE:HG12 2.19 0.43
5:EF:187:ASP:OD1 5:EF:191:ASN:N 2.51 0.43
5:EF:285:PRO:HG2 5:FE:270: THR:H 1.83 0.43
5:EJ:366:ASP:O 5:EJ:370:GLU:HG2 2.18 0.43
5:FA:200:VAL:HB 5:FA:208:ALA:HB3 2.00 0.43
5:FF:40:ASP:N 5:FF:40:ASP:OD1 2.51 0.43
5:FK:230:LYS:HA 5:FK:230:LYS:HD3 1.77 0.43
5:FK:390: THR:O 5:FK:394:ILE:HG12 2.18 0.43
5:GB:291:TYR:HA 5:GB:301:GLY:HA2 2.00 0.43
5:GE:88:ASN:OD1 5:GE:89:GLY:N 2.51 0.43
5:GJ:33:SER:OG 5:GJ:365:VAL:HG22 2.18 0.43
5:GJ:74:VAL:HG12 5:GJ:357:ASN:HA 2.00 0.43
5:GJ:83:ARG:HH11 | 5:GJ:116:THR:HG21 1.82 0.43
1:AA:139:LYS:HA 1:AA:139:LYS:HD2 1.80 0.43
1:AB:18:LEU:HD22 3:BJ:283: TRP:CZ2 2.53 0.43
1:AD:26:GLU:HG2 1:AD:29:ARG:HH21 1.82 0.43
1:AD:174:VAL:H 1:AD:178:GLU:HB3 1.83 0.43
3:BB:135:ILE:H 3:BB:135:ILE:HD12 1.83 0.43
3:BE:128: THR:HB 3:BE:134:TYR:CD1 2.53 0.43
3:BF:64:LEU:HD11 3:BF:68:PHE:CZ 2.54 0.43
3:BH:107:ARG:O 3:BH:110:LEU:HG 2.18 0.43
3:BI:168:ARG:HB2 4:CG:142:ASN:OD1 2.19 0.43
4:CB:363:TYR:HE1 4:CB:376:ARG:HE 1.65 0.43
4:CD:517:ASN:O 4:CD:521:GLU:HG2 2.18 0.43
4:CE:179:LEU:CD2 4:CE:202:ARG:HB2 2.48 0.43
4:CG:113:PHE:HA 4:CG:136:LYS:HG2 1.99 0.43
4:CJ:109:SER:OG 4:CJ:143:GLN:NE2 2.51 0.43
4:CJ:244:LEU:HD12 | 4:CJ:258:VAL:HG22 2.00 0.43
4:CK:197:ASP:OD1 4:CK:197:ASP:N 2.50 0.43
4:CK:492:LEU:HD23 4:CK:492:LEU:HA 1.84 0.43
5:DD:268:GLN:CD 5:DE:285:PRO:HG2 2.43 0.43
5:DG:32:LYS:HD3 5:DG:32:LYS:HA 1.81 0.43
5:DH:94:SER:HB2 5:DH:332:VAL:HG12 2.00 0.43
5:DI:185:VAL:C 5:DI:186: TYR:HD1 2.26 0.43
5:ED:159:SER:HA 5:ED:267:GLN:NE2 2.33 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
5:EG:85:VAL:HG13 | 5:EG:116:THR:HG21 1.99 0.43
5:EH:142:LEU:HD23 | 5:FG:156:ASN:ND2 2.33 0.43
5:EH:284:LYS:O 5:EH:305:ASN:ND2 2.52 0.43
5:E1:209:VAL:HG22 5:E1:227:-THR:O 2.19 0.43
5:FB:70:ARG:NH2 5:FB:99:PHE:O 2.52 0.43
5:GA:70:ARG:HB2 5:GA:73:ASP:0D2 2.18 0.43
5:GH:174:ALA:HA 5:GH:177:TYR:CE1 2.53 0.43
5:GI:295:ASN:OD1 5:GI:356: THR:HA 2.18 0.43
1:AD:75:ALA:HB3 1:AD:84:VAL:HG11 2.01 0.43
1:AD:256:LYS:HD?2 1:AD:256:LYS:HA 1.76 0.43
1:AD:339:LYS:HE3 3:BB:95:VAL:HG11 1.99 0.43
1:AE:120:GLN:HB3 1:AE:151:THR:HB 2.00 0.43
3:BD:114:LEU:O 3:BD:117:ILE:HG22 2.19 0.43
3:BF:6:GLN:O 3:BF:9:TYR:N 2.52 0.43
3:BG:81:SER:O 3:BG:85: THR:HG23 2.19 0.43
3:BI:288:SER:HB3 3:BI:292:MET:HE1 2.01 0.43
3:BK:68:PHE:HA 3:BK:71:GLN:HE21 1.83 0.43
4:CA:1:MET:HE3 4:CA:1:MET:HB2 1.87 0.43
4:CA:27:ASN:ND2 4:CC:7:HIS:O 2.46 0.43
4:CA:262:ASP:0OD1 4:CA:263:GLU:N 2.51 0.43
4:CJ:298:LEU:O 4:CJ:301:LEU:HG 2.18 0.43
4:CJ:335:VAL:HA 4:CJ:414:.LEU:HA 1.99 0.43
4:CK:186:MET:CG 4:CK:195:PRO:HG3 2.48 0.43
4:CK:299:GLY:HA3 4:CK:417:VAL:HB 2.00 0.43
5:DA:143:MET:HG3 5:DA:144:ALA:H 1.83 0.43
5:DB:287:ASP:OD1 5:DB:287:ASP:N 2.50 0.43
5:DC:250:ILE:HG13 5:DC:251:ASN:N 2.33 0.43
5:EA:369:LYS:HE2 5:EA:369:LYS:HB2 1.71 0.43
5:ED:33:SER:HB3 5:ED:365:VAL:HG22 2.00 0.43
5:EG:179:LYS:HE3 5:EG:273:ASN:HB3 2.00 0.43
5:FB:21:ASN:OD1 5:FB:25:ASN:ND2 2.51 0.43
5:FB:166:LYS:HD2 5:FB:166:LYS:HA 1.70 0.43
5:FD:105:ARG:NH1 5:FD:140:ASN:HB2 2.34 0.43
5:FF:18:VAL:O 5:FF:22:ASN:ND2 2.52 0.43
5:FH:254: THR:HG23 5:GG:233:GLU:CD 2.43 0.43
5:FJ:179:LYS:HZ1 5:FJ:273:ASN:HD22 1.66 0.43
5:GB:378:GLN:NE2 | 5:GB:379:ARG:HH12 2.17 0.43
5:GG:314:ILE:H 5:GG:314:ILE:HD12 1.83 0.43
5:GJ:94:SER:HB3 5:GJ:332:VAL:HG12 2.01 0.43
1:AA:93:GLY:H 1:AA:265:VAL:HB 1.84 0.43
1:AD:55:GLU:O 1:AD:59: THR:HG23 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:AD:61:ASN:OD1 1:AD:64:LEU:HB3 2.18 0.43
1:AE:271:LYS:O 1:AE:274:GLU:HG3 2.18 0.43
3:BC:135:ILE:HG13 3:BC:136:PHE:CD1 2.53 0.43
3:BD:200:LEU:O 3:BD:203:MET:HB2 2.19 0.43
3:BE:129:ASP:0OD1 3:BE:133:ARG:N 2.45 0.43
3:BE:222:LYS:HE3 3:BE:222:LYS:HB2 1.86 0.43
3:BF:256:GLU:OE1 3:BH:120:GLN:HG3 2.18 0.43
3:BH:44:1LE:HG22 3:BH:48:GLN:HE22 1.84 0.43
3:BI:304:PHE:O 3:BI:305:THR:OG1 2.28 0.43
3:BL:191:PRO:HD2 | 3:BL:234:ARG:HH11 1.84 0.43
4:CA:9:-MET:HG2 5:DC:372:VAL:HG11 2.01 0.43
4:CC:415:LYS:HB3 4:CC:418:SER:HB3 2.00 0.43
4:CE:351:LYS:HD3 4:CE:351:LYS:HA 1.70 0.43
4:CH:12:LEU:HD11 | 4:CH:539:LEU:HD11 2.01 0.43
4:CI:158:VAL:HB 4:CI:283:LEU:HD21 1.99 0.43
4:CK:329:SER:OG 4:CK:423:ASP:0O 2.36 0.43
5:DC:366:ASP:O 5:DC:370:GLU:HG2 2.18 0.43
5:DD:231:PHE:CE1 5:DD:237:LEU:HB2 2.54 0.43
5:DH:84:LEU:HD23 5:DH:113:MET:HB2 2.00 0.43
5:EA:167:-THR:HB 5:EA:168:PRO:HD3 2.01 0.43
5:ED:108:VAL:HG12 5:ED:114:GLN:HA 1.99 0.43
5:E1:230:LYS:HB3 5:EI:239:SER:N 2.33 0.43
5:EJ:147:SER:HB3 5:EJ:188:SER:HA 1.99 0.43
5:FA:166:LYS:HD3 5:FA:173:ASP:0D2 2.18 0.43
5:FA:198:TYR:O 5:FA:209:VAL:HA 2.19 0.43
5:FB:396:ASN:HB2 5:GK:379:ARG:NH1 2.34 0.43
5:FD:254:THR:H 5:GC:233:GLU:CD 2.25 0.43
5:FJ:29:TYR:HD2 5:FJ:360:LEU:HD22 1.83 0.43
5:FJ:174:ALA:HA 5FJ: 177 TYR:CZ 2.53 0.43
5:GD:242:THR:HG23 | 5:GD:259:SER:HB2 2.00 0.43
5:GF:116:THR:HG22 | 5:GF:133:PRO:HB2 2.00 0.43
5:GG:4:GLN:O 5:GG:7:SER:OG 2.35 0.43
5:GH:158:ASN:ND2 5:GH:160:THR:O 2.51 0.43
5:GJ:180:LYS:HE3 5:GJ:198: TYR:HE2 1.83 0.43
1:AB:206:LEU:HD23 1:AB:207:LEU:HG 1.99 0.43
1:AD:64:LEU:HB2 1:AD:378:VAL:HG22 2.00 0.43
1:AD:421:GLN:O 1:AD:425:VAL:HG23 2.19 0.43
3:BA:7:-MET:HE3 4:CA:508:LYS:HG2 2.00 0.43
3:BG:9:TYR:CE1 3:BG:307:MET:HB3 2.53 0.43
3:BG:86:ALA:HB3 3:BG:121:LEU:HD13 2.00 0.43
3:BJ:314:GLN:OE1 3:BJ:314:GLN:HA 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

4:CC:550:LEU:HD23 4:CC:550:LEU:HA 1.86 0.43
4:CD:440:SER:HB3 | 4:CD:442:LEU:HD23 2.01 0.43
4:CG:376:ARG:NH2 4:CG:378:ALA:HB3 2.34 0.43
4:CJ:376:ARG:O 4:CJ:380:ASN:HA 2.18 0.43
4:CK:363:TYR:OH 4:CK:396:ASP:0OD2 2.28 0.43
5:DF:10:ASN:HB2 5:EE:369:LYS:NZ 2.34 0.43
5:DF:106:ASN:HA 5:DF:137:THR:HA 2.00 0.43
5:DK:313:GLN:OE1 5:DK:314:ILE:N 2.52 0.43
5:EA:284:LYS:HB2 5:EA:285:PRO:HD2 2.01 0.43
5:EH:318:ASN:HB2 5:EH:352:PHE:CE1 2.54 0.43
5:FB:167:-THR:HB 5:FB:168:PRO:HD3 2.01 0.43
5:FF:81:PHE:HB3 5:FF:93: TYR:HB3 1.99 0.43
5:FF:127.ILE:HD11 5:FF:310:VAL:HG21 2.00 0.43
5:FJ:229:LEU:HD22 | 5:FJ:237:LEU:HD11 2.00 0.43
5:GB:296:ASP:OD1 | 5:GB:298: THR:HG22 2.19 0.43
5:GC:249: THR:HB 5:GC:255:ALA:HB2 2.01 0.43
5:GG:203:LYS:HE2 5:GG:203:LYS:HB2 1.83 0.43
3:BA:311:SER:O 3:BA:315:LEU:N 2.40 0.43
3:BB:94:ILE:HD11 3:BB:229:ILE:HD12 2.00 0.43
3:BB:107:ARG:HH21 3:BB:211:LEU:HG 1.84 0.43
3:BE:62:TYR:HB3 3:BE:164:VAL:O 2.18 0.43
3:BG:103:SER:OG 3:BG:106:ASP:0OD2 2.37 0.43
4:CB:176:1LE:HD12 | 4:CB:209:LEU:HD13 2.01 0.43
4:CB:529:GLN:O 4:CB:533:LEU:HG 2.18 0.43
4:CD:430:ASN:HB3 4:CD:433:GLU:HG3 2.00 0.43
4:CE:436:MET:C 4:CE:455:ASN:HB2 2.44 0.43
4:CG:318:ASP:HA 4:CG:435:ALA:HA 2.00 0.43
4:CG:546:PHE:CE2 | 4:CG:550:LEU:HD11 2.54 0.43
5:DA:28:THR:O 5:DA:363:SER:OG 2.36 0.43
5:DB:284:LYS:O 5:DB:305:ASN:ND2 2.46 0.43
5:DB:381:TYR:CE1 5:DK:394:1LE:HG23 2.54 0.43
5:DE:284:LYS:O 5:DE:305:ASN:ND2 2.40 0.43
5:DJ:169:PHE:HE1 5:DJ: 177 TYR:HD2 1.64 0.43
5:DK:68: THR:HG21 | 5:DK:360:LEU:HD12 2.00 0.43
5:DK:389:LYS:O 5:DK:393:GLN:HG2 2.19 0.43
5:ED:179:LYS:HB2 5:ED:273:ASN:HD22 1.84 0.43
5:EE:142:LEU:HD23 5:EE:142:LEU:H 1.84 0.43
5:EG:169:PHE:HE1 5:EG:177:TYR:HB3 1.84 0.43
5:GA:33:SER:HB3 5:GA:365:VAL:HG22 2.01 0.43
5:GA:125:PRO:HG2 | 5:GA:309:GLN:HG3 2.01 0.43
5:GE:177:TYR:HA 5:GE:200:VAL:HG22 2.00 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

5:GG:7:SER:HB2 5:GG:51:VAL:O 2.19 0.43
5:GG:305:ASN:O 5:GG:307:GLN:HG2 2.19 0.43
5:GJ:16:LEU:HA 5:GJ:19:ILE:HG12 2.00 0.43
5:GJ:207:TRP:H 5:GJ:229:LEU:HB2 1.84 0.43
1:AA:200:ASP:OD1 1:AA:201:THR:N 2.52 0.43
1:AE:360:ASP:0OD1 1:AE:360:ASP:N 2.52 0.43
3:BA:198:LYS:HD3 3:BA:198:LYS:HA 1.92 0.43
3:BB:91:GLN:HA 3:BB:94:ILE:HG22 1.99 0.43
3:BK:144:ALA:O 3:BK:154:HIS:HB2 2.19 0.43
4:CA:144:PHE:CE1 4:CA:302:ALA:HB2 2.54 0.43
4:CA:362:ASP:O 4:CA:376:ARG:HA 2.19 0.43
4:CB:121:VAL:HG21 | 4:CB:460:LEU:CD2 2.48 0.43
4:CB:313:HIS:CG 4:CB:327.:PHE:HE2 2.36 0.43
4:CD:106:LEU:HD22 | 4:CD:144:PHE:HE1 1.83 0.43
4:CD:439:GLU:HG3 | 4:CD:446:VAL:HG21 2.01 0.43
4:CE:120:LEU:HD13 | 4:CE:129:ALA:HB3 2.01 0.43
4:CF:520:GLU:OE1 4:CF:520:GLU:N 2.51 0.43
4:CH:229:-MET:HE3 4:CH:233:TYR:HB2 2.01 0.43
4:CH:545:LEU:HD11 5:DI:16:LEU:HD13 2.01 0.43
4:CJ:65:ARG:HD2 4:CJ:196:ASN:HB3 2.00 0.43
5:D@G:234:ASN:OD1 5:DG:235:GLY:N 2.52 0.43
5:DH:189:GLN:HB2 5:DH:191:ASN:OD1 2.19 0.43
5:EG:230:LYS:HB2 5:EG:239:SER:OG 2.19 0.43
5:E1:261:SER:OG 5:EI:263:LEU:HG 2.18 0.43
5:FA:32:LYS:O 5:FA:58:GLN:NE2 2.51 0.43
5:FA:33:SER:HB3 5:FA:365:VAL:HG22 2.00 0.43
5:FD:32:LYS:NZ 5:FD:361:GLU:OE2 2.42 0.43
5:FE:209:VAL:C 5:FE:210:TYR:HD2 2.26 0.43
5:FH:125:PRO:HG2 5:FH:309:GLN:HG2 1.99 0.43
5:FJ:83:ARG:HH11 5:FJ:116: THR:HG21 1.84 0.43
5:FK:364:ASN:OD1 5:FK:364:ASN:C 2.62 0.43
5:GC:378:GLN:NE2 | 5:GC:379:ARG:HH21 2.17 0.43
1:AA:354:LYS:HD2 1:AA:354:LYS:HA 1.79 0.43
1:AB:85:SER:HB3 1:AB:251:THR:HB 2.01 0.43
1:AE:106:GLN:HB3 1:AE:224:ALA:N 2.34 0.43
1:AE:312:LEU:HD23 1:AE:312:LEU:H 1.83 0.43
3:BB:43:PRO:HB2 4:CJ:483:SER:HA 1.99 0.43
3:BB:244:LEU:O 3:BB:247:ARG:HG2 2.18 0.43
3:BF:10:GLU:HA 3:BF:13:MET:HG3 1.99 0.43
3:BF:274:GLN:O 3:BF:278.LEU:HG 2.19 0.43
3:BH:64:LEU:HG 3:BH:68:PHE:CE2 2.54 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
3:BJ:80:LEU:O 3:BJ:84:THR:HG23 2.19 0.43
3:BL:20:GLN:O 3:BL:24:MET:HG2 2.19 0.43
4:CA:162:ILE:HG23 | 4:CA:280:LEU:HD11 2.00 0.43
4:CA:310:ASN:ND2 4:CA:328:PHE:O 2.52 0.43
4:CF:36:ARG:HE 4:CF:66:GLU:HG3 1.84 0.43
4:CF:552:ILE:HD13 | 4:CH:539:LEU:HD12 2.01 0.43
4:CG:26:1ILE:HD11 4:CG:521:GLU:HB2 2.01 0.43
4:CG:120:LEU:CD1 4:CG:130:ARG:HG2 2.49 0.43
4:CI:189:VAL:HA 5:DJ:290:SER:OG 2.18 0.43
4:CI:543:ASN:OD1 5:DI:379:ARG:NH2 2.40 0.43
4:CK:383:PHE:HZ 4:CK:395:ILE:HG23 1.83 0.43
5:DA:188:SER:O 5:DB:268:GLN:NE2 2.35 0.43
5:DF:117:GLY:HA2 | 5:DF:315:VAL:HG13 2.01 0.43
5:ED:398:LEU:HD23 5:ED:398:LEU:HA 1.90 0.43
5:EE:180:LYS:NZ 5:EE:198:TYR:OH 2.52 0.43
5:EE:230:LYS:HB3 5:EE:230:LYS:HE2 1.79 0.43
5:EG:102:ASP:OD1 5:EG:103:GLU:N 2.50 0.43
5:FB:143:MET:HG2 5:FB:286:GLY:0O 2.19 0.43
5:FB:206:GLU:HG3 5:FB:230:LYS:HA 2.00 0.43
5:FC:305:ASN:O 5:FC:307:GLN:HG2 2.18 0.43
5:FI1:198:TYR:O 5:F1:209:VAL:HA 2.18 0.43
5:FJ:284:LYS:HG3 5:FJ:285:PRO:HD2 2.00 0.43
5:GB:73:ASP:0D2 5:GB:98:GLN:HA 2.18 0.43
5:GG:313:GLN:OE1 | 5:GG:346:THR:OG1 2.36 0.43
5:GJ:41:MET:HA 5:GJ:41:MET:HE3 2.00 0.43
1:AE:315:ASP:O 1:AE:319:ARG:HG2 2.19 0.42
3:BA:297:LEU:HG 3:BA:301:TYR:CE1 2.52 0.42
3:BC:49:ALA:HA 3:BC:275:MET:HE1 2.00 0.42
3:BI:59:ASN:CG 3:BI:267:ARG:HE 2.27 0.42
3:BI:218:ASN:ND2 3:BI:221:GLU:HB2 2.33 0.42
3:BI:246:VAL:O 3:BI:250:LEU:HD23 2.19 0.42
3:BJ:251:GLY:O 3:BJ:254:LEU:HG 2.19 0.42
4:CB:113:PHE:HA 4:CB:136:LYS:HD3 2.01 0.42
4:CJ:87:THR:O 4:CJ:91:GLN:OE1 2.36 0.42
4:CJ:436:MET:O 4:CJ:436:MET:HG2 2.19 0.42
4:CK:385:ALA:HB1 | 4:CK:393:LEU:HD22 2.01 0.42
5:ED:211:THR:HG21 | 5:ED:245:1LE:HD12 2.01 0.42
5:ED:285:PRO:HG2 5:FC:270:THR:H 1.84 0.42
5:EG:185:VAL:HG21 | 5:EG:258:PHE:CE1 2.54 0.42
5:EH:68: THR:HG21 | 5:EH:360:LEU:HD12 1.99 0.42
5:EJ:68: THR:HG21 5:EJ:360:LEU:HD12 1.99 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

5:FG:79:ASN:H 5:FG:353:GLY:HA3 1.84 0.42
5:FH:123:THR:O 5:FH:125:PRO:HD3 2.19 0.42
5:GB:287:ASP:0OD1 5:GB:287:ASP:N 2.48 0.42
5:GC:28:THR:O 5:GC:363:SER:HB2 2.19 0.42
5:GE:37:SER:HB2 5:GE:54:ALA:HB3 2.01 0.42
5:GE:185:VAL:HG13 5:GE:193:HIS:HB2 2.00 0.42
5:GE:379:ARG:HA 5:GE:382:GLN:OE1 2.19 0.42
5:GI:101:LEU:HD23 5:GI:101:LEU:HA 1.87 0.42
5:GI:288:LEU:HA 5:GI:303: TYR:HD1 1.83 0.42
1:AB:307:ASP:OD1 1:AB:307:ASP:N 2.47 0.42
1:AE:138:ARG:HD3 1:AE:140:GLU:O 2.20 0.42
3:BA:63:ALA:HA 3:BA:66:ARG:HG2 2.00 0.42
3:BB:94:ILE:HG13 3:BB:229:ILE:HG23 2.01 0.42
3:BC:110:LEU:HD23 3:BC:110:LEU:HA 1.87 0.42
3:BE:140:LYS:HE2 4:CH:449:GLY:H 1.83 0.42
3:BF:7-MET:HE2 3:BF:7-MET:HB3 1.83 0.42
3:BG:13:MET:HE1 3:BI:292:MET:SD 2.59 0.42
3:BH:83:VAL:HG21 3:BH:180:PHE:HZ 1.83 0.42
3:BH:275:MET:HE3 | 3:BH:279:VAL:HG21 2.00 0.42
3:BI:176:GLY:HA2 3:BI:179:ILE:HG22 2.00 0.42
4:CA:68:ASP:O 4:CA:72:THR:HG23 2.19 0.42
4:CA:410:ASP:OD1 4:CA:410:ASP:N 2.52 0.42
4:CA:434:ILE:HG21 4:CA:436:MET:HE2 2.00 0.42
4:CB:145:LYS:CB 4:CB:149:GLN:HE22 2.28 0.42
4:CC:65:ARG:NH2 4:CC:200:ASP:OD1 2.52 0.42
4:CD:363:TYR:HB2 4:CD:414:LEU:HBS3 2.02 0.42
4:CG:85:LEU:CD1 4:CG:496:SER:HA 2.49 0.42
4:CI:311:ALA:O 4:CI:315:LYS:HG2 2.20 0.42
4:CK:23:SER:HA 4:CK:26:1LE:HG22 2.01 0.42
5:DH:367:LEU:HD23 5:DH:367:LEU:HA 1.86 0.42
5:EB:161:ASP:CG 5:EB:178:ASN:HD21 2.27 0.42
5:FD:58: GLN:HB2 5:FD:60:PHE:CE1 2.53 0.42
5:GD:155:ILE:HD12 5:GD:157:LEU:HG 2.00 0.42
5:GG:205:ASN:HA 5:GG:267:GLN:HE22 1.83 0.42
5:GH:242:THR:HA 5:GH:260:LEU:O 2.18 0.42
1:AA:21:ASP:O 1:AA:24:LYS:HG2 2.19 0.42
1:AA:274:GLU:HA 1:AA:277:LYS:HE3 2.01 0.42
1:AD:102:LEU:HD23 1:AD:102:LEU:HA 1.88 0.42
1:AD:112: THR:OG1 | 1:AD:206:LEU:HD22 2.19 0.42
1:AD:298:ALA:HB1 1:AD:301:PRO:HD2 2.01 0.42
1:AE:48:GLY:HA2 1:AE:51:LYS:NZ 2.34 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
3:BB:6:GLN:O 3:BB:9:TYR:N 2.52 0.42
3:BE:212:LYS:HA 3:BE:212:LYS:HD2 1.68 0.42
3:BG:157:GLU:HA 3:BG:175: THR:HG21 2.01 0.42
3:BH:292:MET:HG2 3:BJ:9:TYR:CD1 2.53 0.42
3:BK:159:SER:HB3 3:BK:173:GLY:O 2.19 0.42
4:CB:120:LEU:HD23 4:CB:120:LEU:HA 1.83 0.42
4:CB:176:1ILE:HG12 4:CB:205:LEU:HB3 2.01 0.42
4:CC:435:ALA:O 4:CC:455:ASN:ND2 2.52 0.42
4:CE:329:SER:HB3 4:CE:425:ASN:H 1.84 0.42
4:CF:110:LEU:O 4:CF:113:PHE:HB3 2.19 0.42
4:CI:130:ARG:HH11 4:CIL:434:1LE:HG21 1.84 0.42
4:CI:325:LYS:HD2 4:CI:325:LYS:HA 1.85 0.42
5:DA:203:LYS:HB3 5:DA:206:GLU:HB3 2.02 0.42
5:DB:159:SER:HB3 | 5:DB:267:GLN:HE22 1.84 0.42
5:DC:232:ASN:HD21 5:DC:236:ILE:HB 1.85 0.42
5:DJ:83:ARG:HD2 5:DJ:344:LEU:HD21 2.01 0.42
5:DJ:379:ARG:HA 5:DJ:379:ARG:HD3 1.83 0.42
5:EB:83:ARG:O 5:EB:116: THR:HG22 2.19 0.42
5:FD:124:PRO:HA 5:FD:125:PRO:HD2 1.89 0.42
5:FJ:210:TYR:CD1 5:FJ:225:ALA:HA 2.54 0.42
5:GB:3:SER:HA 5:GB:6:VAL:HB 2.02 0.42
5:GB:188:SER:OG 5:GB:254: THR:OG1 2.34 0.42
5:GD:321:ASN:HB3 5:GD:339:SER:HA 2.00 0.42
5:GJ:73:ASP:HB2 5:GJ:360:LEU:HD11 2.00 0.42
1:AD:101:GLN:NE2 1:AD:102:LEU:O 2.53 0.42
1:AD:442:GLN:HB3 3:BB:284:ASN:HB3 2.02 0.42
3:BA:91:GLN:HB3 3:BL:64:LEU:HD11 2.01 0.42
3:BA:95:VAL:HG21 3:BL:64:LEU:HD12 2.01 0.42
3:BA:315:LEU:HD23 3:BA:315:LEU:O 2.19 0.42
3:BE:52:LEU:HD22 3:BE:275:MET:HB2 2.00 0.42
3:BF:99:ASN:HB3 3:BF:102:LEU:HD13 2.01 0.42
4:CA:16:GLN:HA 4:CA:16:GLN:HE21 1.83 0.42
4:CA:230:ALA:HB3 4:CA:233:TYR:HD2 1.85 0.42
4:CC:30:ASN:HD21 4:CG:527:ARG:HD3 1.85 0.42
4:CE:1:MET:HE3 4:CE:3:SER:0G 2.19 0.42
4:CE:454:ARG:N 4:CE:454:ARG:HD2 2.34 0.42
4:CF:316:GLY:HA3 4:CF:455:ASN:ND2 2.33 0.42
4:CG:207:SER:O 4:CG:211:LYS:HG2 2.18 0.42
4:CI:436:MET:HE2 4:CI:452:ASP:0OD1 2.19 0.42
4:CJ:327:PHE:CD1 4:CJ:428:VAL:HB 2.54 0.42
5:DC:164:PRO:HG3 | 5:DC:200:VAL:HG23 2.02 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

5:DD:40:ASP:0OD1 5:DD:40:ASP:N 2.49 0.42
5:EA:33:SER:HB3 5:EA:365:VAL:HG22 2.01 0.42
5:EB:5:ALA:HB1 5:EB:388:1LE:HG13 2.02 0.42
5:ED:84:LEU:HD23 5:ED:115:LEU:HA 2.00 0.42
5:ED:125:PRO:HG2 5:ED:309:GLN:HG2 2.02 0.42
5:EH:337:GLN:HA 5:EH:337:GLN:OE1 2.18 0.42
5:EK:364:ASN:OD1 5:EK:364:ASN:C 2.63 0.42
5:FF:193:HIS:CE1 5:FF:250:1LE:HD12 2.55 0.42
5:FJ:143:MET:HE1 5:FJ:309:GLN:HB2 2.01 0.42
5:GA:390:THR:HG23 | 5:GC:378:GLN:HG3 2.01 0.42
5:GD:99:PHE:HD1 5:GD:109:ASN:HA 1.84 0.42
5:GE:117:GLY:N 5:GE:134:ALA:O 2.52 0.42
5:GF:166:LYS:HA 5:GF:166:LYS:HD2 1.81 0.42
5:GG:341:VAL:HG22 5:GG:342:ALA:H 1.84 0.42
1:AA:366:LEU:HD23 1:AA:366:LEU:HA 1.89 0.42
1:AD:210:ASP:HB3 | 1:AD:213:THR:HG22 2.01 0.42
3:BA:53:SER:O 3:BA:56:GLN:NE2 2.52 0.42
3:BB:122:MET:HE3 3:BB:126:ASN:OD1 2.20 0.42
3:BE:136:PHE:O 3:BE:153: TYR:OH 2.26 0.42
3:BL:111:ALA:HB2 3:BL:211:LEU:HD21 2.02 0.42
4:CB:231:ASN:HB3 4:CB:274:LEU:HB3 2.01 0.42
4:CC:506:LEU:HD23 4:CC:506:LEU:HA 1.87 0.42
4:CD:361:THR:HG21 | 4:CD:376:ARG:HD3 2.02 0.42
4:CD:499:GLN:O 4:CD:503:VAL:HG23 2.19 0.42
4:CE:522:TYR:O 4:CE:526:GLN:HG2 2.20 0.42
4:CF:99:LEU:HD23 | 4:CF:485:VAL:HG11 2.02 0.42
4:CF:421:1ILE:HD12 4:CF:421:ILE:H 1.85 0.42
4:CG:130:ARG:HB3 | 4:CG:434:1LE:HD12 2.01 0.42
4:CH:511:GLN:O 4:CH:515:GLY:N 2.52 0.42
4:CI:456:GLY:HA2 4:CIL:459:LEU:HD12 2.00 0.42
4:CK:79:GLN:HB3 4:CK:211:LYS:HG2 2.01 0.42
5:DA:42:PHE:HB2 5:DC:329:GLY:CA 2.49 0.42
5:-DB:207:TRP:HE1 | 5:DB:267:GLN:HE21 1.66 0.42
5:DF:290:SER:O 5:DF:302:ASN:HB2 2.20 0.42
5:DI:294:ASN:HB2 5:DI:298: THR:OG1 2.19 0.42
5:EF:148: THR:HG1 5:EF:186:TYR:H 1.64 0.42
5:FB:389:LYS:HD3 5:FK:401:LEU:HG 2.00 0.42
5:FD:325:LEU:HD23 5:FD:335:ALA:HA 2.01 0.42
5:FH:166:LYS:HA 5:FH:166:LYS:HD3 1.82 0.42
5:FJ:70:ARG:HB2 5:FJ:73:ASP:0D2 2.20 0.42
5:FK:121: THR:0G1 5:FK:128:GLN:OE1 2.37 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
5:GF:230:LYS:O 5:GF:238:GLU:N 2.47 0.42
5:GF:295:ASN:OD1 5:GF:356:THR:HA 2.20 0.42
5:GI:169:PHE:HE1 5:GL:177:TYR:HB3 1.85 0.42
1:AA:325:ILE:HD13 1:AA:390:ILE:HD13 2.01 0.42
1:AB:135:GLN:HE22 | 1:AB:195:ILE:HD13 1.83 0.42
1:AB:145:LYS:HE3 1:AB:145:LYS:HB3 1.93 0.42
1:AE:181:LEU:HD22 | 1:AE:207:LEU:HD11 2.01 0.42
3:BD:199:ASN:HB3 3:BD:202:VAL:HB 2.00 0.42
3:BF:241:ASN:O 3:BF:244:.LEU:HG 2.20 0.42
3:BG:133:ARG:HH22 | 4:CG:448: THR:HG22 1.85 0.42
3:BG:160:VAL:HG23 | 4:CG:454:ARG:HG3 2.00 0.42
3:BJ:304:PHE:O 3:BJ:305:THR:0G1 2.31 0.42
4:CC:149:GLN:HA 4:CC:152:ARG:NH1 2.34 0.42
4:CC:510:GLN:HG3 4:CC:511:GLN:HG3 2.01 0.42
4:CE:333:PRO:HB3 4:CE:416:PRO:HA 2.02 0.42
4:CIL:372: TRP:CE2 4:CI:393:LEU:HD11 2.54 0.42
4:CJ:244:LEU:HD13 4:CJ:260:TYR:HA 2.00 0.42
5:DD:169:PHE:HD1 5:DD:176:SER:HB3 1.84 0.42
5:DH:165:SER:OG 5:DH:175:ASP:OD2 2.35 0.42
5:DH:291:TYR:HA 5:DH:301:GLY:HA2 2.00 0.42
5:ED:389:LYS:O 5:ED:393:GLN:HG3 2.19 0.42
5:GA:167:THR:HB 5:GA:168:PRO:HD3 2.02 0.42
5:GK:59:ASP:OD1 5:GK:61: THR:HG23 2.19 0.42
5:GK:305:ASN:O 5:GK:307:GLN:HG2 2.19 0.42
1:AA:374:ARG:NH2 1:AA:380:ASP:O 2.50 0.42
1:AD:344:1LE:HA 1:AD:365:VAL:HG21 2.01 0.42
1:AE:129:ARG:HH21 | 1:AE:146:LEU:HD23 1.83 0.42
1:AE:435:ARG:O 1:AE:439:GLN:HG2 2.20 0.42
3:BB:26:LEU:HD23 3:BB:290: TYR:HD2 1.85 0.42
3:BB:267:ARG:O 3:BB:271:GLN:HG3 2.19 0.42
3:BE:77:GLU:HB3 3:BE:250:LEU:CD2 2.50 0.42
3:BG:161:THR:HG23 | 3:BG:169: THR:HG21 2.02 0.42
3:BG:162:GLN:HE22 4:CG:457:GLN:N 2.18 0.42
3:BG:227:ALA:HA 3:BG:230:ASP:0OD2 2.19 0.42
3:BH:48:GLN:HA 3:BH:51:VAL:HG22 2.02 0.42
3:BK:64:LEU:HG 3:BK:68:PHE:HE2 1.85 0.42
3:BK:162: GLN:HB2 3:BK:172:ILE:HD13 2.01 0.42
4:CB:87:THR:HG21 4:CB:279:SER:HA 2.02 0.42
4:CB:141:VAL:O 4:CB:145:LYS:HE2 2.20 0.42
4:CE:7:HIS:O 4:CE:10:SER:OG 2.29 0.42
4:CE:69:ALA:O 4:CE:72:THR:0OG1 2.29 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

4:CF:92:2MET:HB3 4:CF:489: THR:HG22 2.01 0.42
5:DA:67:ASN:OD1 5:DA:68:THR:N 2.52 0.42
5:DG:346:THR:OG1 5:DG:347:ALA:N 2.53 0.42
5:DI:98:GLN:HG3 5:DI:360:LEU:HD21 2.01 0.42
5:EA:187:ASP:0OD2 5:EA:191:ASN:HB2 2.20 0.42
5:EC:201:LYS:HE3 5:EC:201:LYS:HB2 1.75 0.42
5:EH:179:LYS:NZ 5:EH:180:LYS:0O 2.39 0.42
5:EJ:179:LYS:HB2 5:EJ:273:ASN:HD22 1.84 0.42
5:FD:155:ILE:HG13 5:FD:274:ASN:O 2.20 0.42
5:FI1:370:GLU:HA 5:FI1:373:ASN:HB2 2.01 0.42
5:FJ:169:PHE:HE2 5:FJ:222:PRO:HG2 1.85 0.42
5:FJ:389:LYS:O 5:FJ:393:GLN:HG2 2.20 0.42
5:FK:298:THR:HG22 | 5:FK:313:GLN:HG3 2.02 0.42
5:FK:366:ASP:O 5:FK:370:GLU:HG2 2.20 0.42
5:GA:319:PHE:CE1 | 5:GA:325:LEU:HD21 2.54 0.42
5:GA:379:ARG:HD3 5:GA:379:ARG:HA 1.67 0.42
5:GD:366:ASP:O 5:GD:369:LYS:HG2 2.20 0.42
5:GF:313:GLN:NE2 5:GF:314:ILE:O 2.52 0.42
5:GJ:117:GLY:HA2 5:GJ:315:VAL:HG13 2.01 0.42
5:GJ:372:VAL:O 5:GJ:376:VAL:HG23 2.20 0.42
1:AA:247:PRO:HB2 1:AA:250:ILE:O 2.20 0.42
1:AE:317:VAL:HG21 | 1:AE:404:1ILE:HG23 2.00 0.42
3:BD:136:PHE:O 3:BD:153:TYR:OH 2.30 0.42
4:CA:36:ARG:NH1 4:CA:521:GLU:OE2 2.53 0.42
4:CA:374:VAL:HG21 | 4:CA:395:ILE:HD13 2.01 0.42
4:CB:145:LYS:HD2 4:CB:421:ILE:O 2.20 0.42
4:CD:300:GLN:HE21 | 4:CD:300:GLN:HB3 1.71 0.42
4:CE:310:ASN:O 4:CE:314:THR:HG23 2.19 0.42
4:CH:310:ASN:ND2 4:CH:327:PHE:H 2.18 0.42
4:CJ:395:1LE:HG13 4:CJ:395:ILE:O 2.20 0.42
4:CK:91:GLN:HA 4:CK:94:LYS:HZ2 1.85 0.42
5:DA:121:THR:N 5:DA:128:GLN:HE21 2.16 0.42
5:DJ:284:LYS:O 5:DJ:305:ASN:ND2 2.46 0.42
5:EB:107:LEU:HD23 5:EB:107:LEU:HA 1.88 0.42
5:ED:177:TYR:HA 5:ED:200:VAL:HG12 2.02 0.42
5:EF:254: THR:H 5:FE:233:GLU:CD 2.28 0.42
5:EH:203:LYS:HE3 5:EH:206:GLU:OE2 2.19 0.42
5:FD:174:ALA:HA 5:FD:177:TYR:CE1 2.55 0.42
5:FJ:96:ASN:HD22 5:FJ:331:ASN:CG 2.28 0.42
5:FJ:372:VAL:HG11 5:FK:6:VAL:HG22 2.02 0.42
5:FK:203:LYS:HG2 5:FK:204:ASP:H 1.84 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

5:GA:194:ASP:H 5:GA:215:SER:HB3 1.84 0.42
5:GB:373:ASN:HA 5:GB:376:VAL:HG12 2.02 0.42
5:GG:299:VAL:O 5:GG:311:LEU:HB2 2.20 0.42
1:AB:367:LYS:HA 1:AB:367:LYS:HD2 1.91 0.42
3:BD:177:ALA:HA 3:BD:181:ASN:HB3 2.01 0.42
3:BH:112:THR:HA 3:BH:115:GLN:OE1 2.20 0.42
3:BJ:91:GLN:HA 3:BJ:236:LEU:HD13 2.01 0.42
3:BK:118:ARG:NH1 3:BK:122:MET:SD 2.93 0.42
3:BK:283: TRP:HA 3:BK:283: TRP:CE3 2.55 0.42
4:CD:89:TYR:CE1 4:CD:493:LYS:HB2 2.55 0.42
4:CG:96:ASP:0D2 4:CG:489: THR:HG21 2.19 0.42
4:CG:231:ASN:N 4:CG:274:LEU:HD21 2.34 0.42
4:CL:1:MET:HG3 4:CI:3:SER:H 1.85 0.42
4:CI:270:ILE:HG12 4:CI:275:LEU:HD13 2.02 0.42
4:CJ:376:ARG:HB2 4:CJ:381:THR:OG1 2.20 0.42
5:DB:364:ASN:C 5:DB:364:ASN:OD1 2.62 0.42
5:EC:201:LYS:HA 5:EC:207:TRP:HA 2.01 0.42
5:ED:155:ILE:HG13 5:ED:274:ASN:O 2.20 0.42
5:FB:389:LYS:NZ 5:FK:401:LEU:O 2.43 0.42
5:FE:387: THR:HG22 5:FF:374:MET:SD 2.59 0.42
5:FI1:395:LEU:HD23 5:FI:395:LEU:HA 1.87 0.42
5:GB:85:VAL:O 5:GB:114:GLN:N 2.53 0.42
5:GB:329:GLY:HA2 5:GK:42:PHE:CD2 2.54 0.42
5:GG:4:GLN:HE22 5:GH:17:ASP:HA 1.85 0.42
5:GH:170:SER:H 5:GH:176:SER:HB3 1.85 0.42
1:AA:235:ASP:OD1 1:AA:235:ASP:N 2.45 0.42
2:AC:24:LYS:HB3 2:AC:24:LYS:HE3 1.88 0.42
1:AD:339:LYS:NZ 3:BB:92:GLU:HA 2.35 0.42
1:AD:376:LEU:O 1:AD:385:GLY:HA2 2.20 0.42
3:BA:259: THR:O 3:BA:263:LEU:HG 2.20 0.42
3:BB:47:SER:HB2 4:CJ:479:ALA:HB1 2.01 0.42
3:BB:310:MET:SD 3:BC:297:LEU:HD23 2.60 0.42
3:BD:203:MET:CE 3:BD:232:THR:HA 2.49 0.42
3:BF:207:ALA:HB2 | 3:BF:232: THR:HG21 2.01 0.42
3:BH:134:TYR:HB2 3:BH:137:ALA:HB2 2.02 0.42
3:BI:107:ARG:NH2 3:BI:215:VAL:HG13 2.35 0.42
4:CC:130:ARG:O 4:CC:133:LEU:HB3 2.20 0.42
4:CE:452:ASP:HA 4:CE:454:ARG:NH1 2.35 0.42
4:CH:325:LYS:N 4:CH:433:GLU:OE2 2.53 0.42
4:CI:273:LYS:HA 4:CI:273:LYS:HD3 1.86 0.42
4:CI:502:VAL:O 4:CI:506:LEU:HD23 2.20 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

5:DC:184:THR:HG22 | 5:DC:194:ASP:HB3 2.01 0.42
5:DF:398:LEU:HG 5:EF:371:LEU:HD12 2.01 0.42
5:DH:345:GLY:HA3 5:DH:352:PHE:CE2 2.55 0.42
5:DI:199:PHE:HZ 5:DI:262:PHE:HE1 1.68 0.42
5:EC:201:LYS:HB3 5:EC:207:TRP:CD2 2.55 0.42
5:EF:158:ASN:OD1 5:EF:273:ASN:ND2 2.52 0.42
5:EG:367.:LEU:HD23 5:EG:367:LEU:HA 1.87 0.42
5:EI1:205:ASN:HA 5:EI:231:PHE:HB2 2.00 0.42
5:EJ:390: THR:O 5:EJ:394:1LE:HG12 2.20 0.42
5:EK:247:-THR:0G1 5:EK:248:GLY:N 2.52 0.42
5:FD:336:THR:H 5:FD:339:SER:HB3 1.84 0.42
5:FG:345:GLY:HA3 5:FG:352:PHE:CE2 2.55 0.42
5:FI:167:THR:HB 5:F1:168:PRO:HD3 2.02 0.42
5:GA:399:VAL:O 5:GB:386:GLN:HG3 2.20 0.42
5:GB:400:ASN:HB3 | 5:GJ:397:THR:HG23 2.01 0.42
5:GC:111:GLN:HB2 5:GC:113:-MET:HE1 2.01 0.42
5:GC:390: THR:HB 5:GD:378:GLN:OE1 2.19 0.42
5:GE:32:LYS:HD3 5:GE:32:LYS:HA 1.84 0.42
5:GJ:19:ILE:HD12 5:GJ:374:MET:HB3 2.02 0.42
5:GJ:32:LYS:HE3 5:GJ:95:ARG:HD3 2.00 0.42
5:GJ:283:TYR:CD2 5:GJ:307:GLN:HG3 2.55 0.42
5:GJ:296:ASP:0OD1 5:GJ:296:ASP:N 2.52 0.42
1:AB:319:ARG:CD 3:BJ:247:ARG:HG2 2.50 0.41
1:AD:213:THR:HG23 1:AD:215:THR:H 1.84 0.41
1:AD:425:VAL:O 1:AD:429:ILE:HG12 2.20 0.41
3:BF:147:ASP:HB3 3:BF:152:GLY:H 1.85 0.41
4:CB:362:ASP:CG 4:CB:415:LYS:HG2 2.44 0.41
4:CJ:326:ASP:O 4:CJ:427:LYS:HB3 2.19 0.41
4:CK:87:THR:O 4:CK:90:GLU:HG2 2.20 0.41
4:.CK:441:LYS:HA 4:CK:447:ASP:HA 2.02 0.41
5:DG:229:LEU:HD23 5:DG:229:LEU:HA 1.87 0.41
5:DH:280:GLN:HG2 5:DH:281:ASN:N 2.35 0.41
5:DI:126:THR:O 5:DI:128:GLN:NE2 2.52 0.41
5:DK:209:VAL:HB 5:DK:228: THR:HA 2.02 0.41
5:EB:379:ARG:HD3 5:EB:379:ARG:HA 1.83 0.41
5:EJ:107:LEU:HD23 5:EJ:107:LEU:HA 1.90 0.41
5:EJ:233:GLU:OE2 5:EK:254: THR:N 2.51 0.41
5:EJ:280:GLN:HE21 5:EJ:280:GLN:HB3 1.67 0.41
5:EK:167:-THR:HB 5:EK:168:PRO:HD3 2.01 0.41
5:FD:57:THR:OG1 5:FD:323:GLU:OFE1 2.30 0.41
5:FD:364:ASN:0OD1 5:FD:364:ASN:C 2.63 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
5:FE:92:PHE:CE1 5:FE:328:GLN:HG3 2.55 0.41
5:FF:296:ASP:0OD1 5:FF:296:ASP:N 2.50 0.41
5:FG:98:GLN:HG3 5:FG:360:LEU:HD21 2.02 0.41
5:FG:158:ASN:HB3 5:FG:161:ASP:HB2 2.02 0.41
5:FK:315:VAL:HG21 | 5:FK:344:LEU:HD23 2.02 0.41
5:GA:59:ASP:0OD1 5:GA:61:THR:OG1 2.34 0.41
5:GE:296:ASP:0OD1 5:GE:296:ASP:N 2.50 0.41
5:GF:181:GLY:N 5:GF:197:VAL:O 2.53 0.41
2:AC:129:ARG:NH2 2:AC:146:LEU:HB3 2.34 0.41
2:AC:246:ALA:HB3 2:AC:247:PRO:HD3 2.02 0.41
1:AE:56:LYS:O 1:AE:59:THR:OG1 2.33 0.41
3:BC:249:GLU:OE2 3:BC:253:GLN:NE2 2.52 0.41
3:BD:12:ASN:OD1 3:BD:307:-MET:HE3 2.19 0.41
4:CA:346:VAL:HG21 | 4:CA:405:GLY:HA3 2.01 0.41
4:CA:376:ARG:O 4:CA:380:ASN:CA 2.68 0.41
4:CB:258:VAL:HG21 | 4:CB:280:LEU:HD21 2.02 0.41
4:CC:430:ASN:H 4:.CC:433:GLU:CD 2.29 0.41
4:CD:186:MET:HA | 4:CD:189:VAL:HG12 2.01 0.41
4:CG:120:LEU:HD13 | 4:CG:129:ALA:HB3 2.01 0.41
4:.CG:421:ILE:HA 4:CG:424:-MET:HG2 2.01 0.41
4:CH:355:SER:O 4:CH:358:VAL:HG12 2.20 0.41
4:CI:350:ALA:HB1 4:CI:398:LEU:HD11 2.01 0.41
4:CJ:297:THR:O 4:CJ:300:GLN:HG3 2.20 0.41
5:DA:231:PHE:HZ 5:DA:237:LEU:HD12 1.85 0.41
5:DF:110:MET:HE3 5:DF:110:MET:HA 2.02 0.41
5:EA:52:LYS:HE2 5:EA:52:LYS:HB3 1.68 0.41
5:ED:143:MET:HE1 5:ED:307:GLN:HB2 2.02 0.41
5:EG:158:ASN:HD21 5:EG:271:GLY:C 2.28 0.41
5:EH:84:LEU:HD23 5:EH:115:LEU:HA 2.02 0.41
5:FG:402:ARG:HD2 5:GG:375:ILE:HD11 2.02 0.41
5:FH:73:ASP:HB2 5:FH:360:LEU:HD11 2.02 0.41
5:FH:138:ILE:O 5:FH:138:ILE:HG23 2.20 0.41
5:GD:169:PHE:CZ 5:GD:210:TYR:HD2 2.38 0.41
5:GF:70:ARG:HB3 5:GF:73:ASP:HB2 2.02 0.41
5:GG:79:ASN:H 5:GG:353:GLY:HA3 1.85 0.41
5:GH:371:LEU:O 5:GH:375:ILE:HG13 2.20 0.41
5:GI:40:ASP:O 5:GL:41:MET:HE2 2.20 0.41
5:GJ:386:GLN:O 5:GJ:390: THR:N 2.47 0.41
1:AB:380:ASP:N 1:AB:380:ASP:0OD1 2.52 0.41
3:BB:137:ALA:O 3:BB:141: THR:OG1 2.37 0.41
3:BB:314:GLN:H 3:BB:314:GLN:HG3 1.72 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
3:BC:283: TRP:HA 3:BC:286:VAL:HG12 2.02 0.41
3:BH:44:1LE:O 3:BH:47:SER:OG 2.25 0.41
3:BJ:8&:MET:HE3 3:BJ:8&:-MET:HB2 1.94 0.41
4:CA:376:ARG:NH1 4:CA:396:ASP:0OD2 2.44 0.41
4:CB:102:LYS:HB2 4:CB:102:LYS:HE2 1.79 0.41
4:CC:130:ARG:HH12 | 4:CC:436:MET:HG2 1.84 0.41
4:CE:167:ALA:HA 4:CE:170:ASN:HD22 1.85 0.41
4:CF:130:ARG:NH1 4:CF:431:GLU:O 2.52 0.41
4:CF:165:SER:CB 4:.CF:280:LEU:HD21 2.50 0.41
4:CJ:213:VAL:HA 4:CJ:278:GLY:HA3 2.00 0.41
4:CJ:300:GLN:HG2 4:CJ:360:ALA:HB2 2.02 0.41
5:DC:125:PRO:HG2 | 5:DC:309:GLN:HG3 2.02 0.41
5:DE:68: THR:0G1 5:DE:69:GLY:N 2.53 0.41
5:DE:169:PHE:HA 5:DE:176:SER:HB3 2.01 0.41
5:DF:395:LEU:O 5:DF:399:VAL:HG22 2.20 0.41
5:DJ:366:ASP:O 5:DJ:370:GLU:HG2 2.19 0.41
5:EC:284:LYS:H 5:EC:284:LYS:HG2 1.68 0.41
5:EE:343:LEU:HD12 5:EE:343:LEU:HA 1.87 0.41
5:FC:392:ASP:OD1 5:GA:379:ARG:NE 2.53 0.41
5:FD:68:THR:OG1 5:FD:73:ASP:0D2 2.32 0.41
5:FF:310:VAL:O 5:FF:311:LEU:HD23 2.21 0.41
5:FG:116: THR:HG22 | 5:FG:133:PRO:HB2 2.02 0.41
5:GB:180:LYS:NZ 5:GB:196:ASN:HB3 2.34 0.41
5:GC:127:ILE:H 5:GC:127:ILE:HD12 1.85 0.41
5:GD:41:MET:HG3 5:GD:43:ALA:H 1.85 0.41
5:GE:201:LYS:HB2 5:GE:207:TRP:CZ3 2.55 0.41
5:GH:355:LEU:HD12 5:GH:355:LEU:HA 1.90 0.41
5:GI:46:LYS:HG2 5:GJ:56:ILE:HB 2.02 0.41
1:AB:40:ASN:ND2 1:AB:411:VAL:HG13 2.35 0.41
2:AC:23:THR:O 2:AC:27:LYS:HG2 2.21 0.41
3:BC:23: TRP:HD1 3:BC:293:GLN:HB3 1.86 0.41
3:BC:298:GLN:C 3:BC:300:SER:H 2.27 0.41
3:BG:137:ALA:HB2 3:BG:145:PRO:HD3 2.02 0.41
3:BJ:34:LYS:HG2 3:BJ:37:THR:HG22 2.01 0.41
3:BK:97:ALA:HA 3:BK:110:LEU:HD13 2.02 0.41
4:CB:492:LEU:HD23 4:CB:492:LEU:HA 1.95 0.41
4:CD:143:GLN:O 4:CD:147:THR:HG23 2.20 0.41
4:CD:372:TRP:HZ2 | 4:CD:402:VAL:HG21 1.85 0.41
4:CD:531:TYR:OH 4:CI:27:ASN:O 2.21 0.41
4:CF:127:PRO:HA 4:CF:130:ARG:HD2 2.01 0.41
4:CF:476:ASP:O 4:CF:480:THR:HG23 2.20 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
4:CG:328:PHE:CE1 | 4:CG:426:VAL:HG22 2.56 0.41
4:CI:450:ASP:0OD1 4:CI:451:SER:N 2.54 0.41
4:.CK:22:VAL:CG2 4:CK:521:GLU:HB2 2.51 0.41
4:CK:484:ASP:0O 4:CK:488:LYS:HG2 2.20 0.41
5:DB:72:LEU:HD12 5:DB:72:LEU:HA 1.90 0.41
5:DB:230:LYS:N 5:DB:239:SER:OG 2.39 0.41
5:DG:209:VAL:O 5:DG:226:SER:N 2.51 0.41
5:DH:15:ASN:O 5:DH:19:ILE:HG12 2.19 0.41
5:EB:227:THR:0OG1 | 5:EB:243:VAL:HG11 2.20 0.41
5EF:143:MET:HE1 5:EF:307:GLN:HB2 2.02 0.41
5:FB:83:ARG:O 5:FB:116:THR:OG1 2.33 0.41
5:FE:102:ASP:0OD2 5:FE:103:GLU:N 2.52 0.41
5:FI:52:LYS:HE3 5:F1:52:LYS:HB3 1.86 0.41
5:GA:198:TYR:O 5:GA:209:VAL:HA 2.20 0.41
5:GB:93:TYR:N 5:GB:333:TRP:O 2.40 0.41
5:GC:119:PRO:HD2 5:GC:131:ALA:HB3 2.01 0.41
5:GC:247: THR:HG22 5:GC:256:ALA:H 1.86 0.41
5:GE:232:ASN:OD1 5:GE:233:GLU:N 2.52 0.41
5:GE:295:ASN:O 5:GE:355:LEU:HB2 2.21 0.41
5:GH:185:VAL:C 5:GH:186:TYR:HD2 2.28 0.41
5:GI:32:LYS:HA 5:GI:32:LYS:HD3 1.85 0.41
5:GI:142:LEU:HD12 5:GI:285:PRO:HB2 2.03 0.41
5:GK:8:GLY:HA3 5:GK:384:ASN:HD22 1.85 0.41
1:AA:346:ILE:HD11 1:AA:357:ILE:HD12 2.01 0.41
1:AB:446:MET:HA 1:AB:449:LYS:HG2 2.03 0.41
2:AC:154:GLU:HB2 | 2:AC:157:ARG:HH21 1.84 0.41
1:AD:83:LYS:HB2 1:AD:253:THR:HG1 1.85 0.41
1:AE:452:ASN:C 1:AE:452:ASN:HD22 2.29 0.41
3:BD:28:GLU:OE1 3:BD:31:SER:OG 2.39 0.41
3:BF:225:ALA:O 3:BF:229:ILE:HG12 2.20 0.41
3:BJ:105:ASP:OD1 3:BJ:105:ASP:N 2.53 0.41
3:BK:163:GLN:HA 3:BK:169: THR:HA 2.01 0.41
3:BL:82:GLN:HG2 3:BL:120:GLN:OE1 2.20 0.41
4:CA:314:THR:OG1 4:CA:326:ASP:0OD1 2.32 0.41
4:CA:431:GLU:OE1 4:CC:471:ASN:ND2 2.53 0.41
4:CA:545:LEU:HD11 5:DE:16:LEU:CD1 2.51 0.41
4:CC:28:ASN:0OD1 4:.CG:58:VAL:HB 2.20 0.41
4:CD:3:SER:O 4:CD:7:HIS:ND1 2.35 0.41
4:CF:136:LYS:HE3 4:CF:136:LYS:HB3 1.82 0.41
4:CF:338:ASN:OD1 4:CF:339:SER:N 2.54 0.41
4:CG:85:LEU:HD13 4:CG:496:SER:HA 2.02 0.41

Continued on next page...




Page 122

Full wwPDB EM Validation Report

EMD-63802, 9MCG

Continued from previous page...

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

4:CH:77:GLY:O 4:CH:81:GLN:HG3 2.20 0.41
4:CH:316:GLY:HA3 4:CH:435:ALA:HB1 2.02 0.41
4:CH:399:LYS:HB3 4:CH:399:LYS:HE2 1.75 0.41
4:CH:463:GLN:HG3 4:CH:464:ASN:N 2.35 0.41
4:CI:415:LYS:HB3 4:CI:418:SER:HB3 2.03 0.41
5:DD:164:PRO:HB3 5:DD:175:ASP:O 2.21 0.41
5:DE:117:GLY:HA3 5:DE:136:ILE:HD11 2.01 0.41
5:DE:164:PRO:HG3 5:DE:178:ASN:OD1 2.21 0.41
5:DG:121:THR:OG1 5:DG:128:GLN:NE2 2.43 0.41
5:DH:41:MET:HE1 5:EH:67:ASN:HB2 2.02 0.41
5:DJ:84:LEU:HD23 5:DJ:115:LEU:HA 2.01 0.41
5:DK:92:PHE:HB3 5:DK:332:VAL:HB 2.02 0.41
5:EF:232:ASN:N 5:EF:238:GLU:OFE1 2.54 0.41
5:EG:94:SER:0G 5:EG:95:ARG:N 2.52 0.41
5:EI:398:LEU:HD21 5:F1:368:SER:HA 2.02 0.41
5:FB:401:LEU:HD11 5:GA:389:LYS:HB2 2.02 0.41
5:FD:111:GLN:HG3 5:FD:330:ASP:OD1 2.20 0.41
5:FE:284:LYS:0O 5:FE:305:ASN:ND2 2.38 0.41
5:FG:211:THR:O 5:FG:222:PRO:HG2 2.20 0.41
5:GB:296:ASP:0OD1 5:GB:296:ASP:N 2.53 0.41
5:GC:73:ASP:OD1 5:GC:98:GLN:HA 2.21 0.41
5:GD:105:ARG:NE 5:GD:138:1LE:O 2.53 0.41
5:GE:343:LEU:O 5:GE:343:LEU:HD23 2.21 0.41
5:GG:395:LEU:HD23 5:GG:395:LEU:HA 1.92 0.41
5:GH:202:THR:O 5:GH:203:LYS:HG3 2.20 0.41
5:GH:232:ASN:HD21 | 5:GH:234:ASN:HB2 1.85 0.41
5:GJ:366:ASP:0OD2 5:GJ:369:LYS:HD2 2.21 0.41
5:GK:177:TYR:CE2 5:GK:180:LYS:HB2 2.56 0.41
1:AB:130: THR:HA 1:AB:144:ILE:O 2.20 0.41
1:AD:30:LEU:HA 1:AD:33:ILE:HD12 2.03 0.41
1:AE:273:LYS:HG3 1:AE:366:LEU:HD22 2.03 0.41
3:BA:52:LEU:HD12 3:BA:52:LEU:HA 1.82 0.41
3:BB:153:TYR:CD2 3:BB:177:ALA:HB2 2.55 0.41
3:BD:82:GLN:HG2 3:BD:124:LEU:HD13 2.03 0.41
3:BE:307:MET:HE1 4:CD:23:SER:HB2 2.01 0.41
3:BI:59:ASN:ND2 3:BI:267:ARG:HG3 2.35 0.41
3:BI1:306:ASP:OD1 4:CG:529:GLN:NE2 2.39 0.41
4:CA:362:ASP:HB3 4:CA:377:-THR:0OG1 2.20 0.41
4:CB:259:ALA:HA 4:CB:270:ILE:HG12 2.02 0.41
4:CC:134:1ILE:HD11 | 4:CC:428:VAL:HG12 2.02 0.41
4:CE:76:ARG:HB3 4:CE:210:ASN:ND2 2.35 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

4:CG:120:LEU:HD21 | 4:CG:133:LEU:HD23 2.02 0.41
4:CG:297:-THR:O 4:CG:301:LEU:HG 2.21 0.41
4.CG:436:MET:HE3 4:CG:452:ASP:HB3 2.01 0.41
4:CJ:292:ASP:0OD1 4:CJ:292:ASP:N 2.53 0.41
4:CK:75:LEU:O 4:CK:79:GLN:HG2 2.21 0.41
5:DA:166:LYS:HB2 5:DA:175:ASP:HB3 2.03 0.41
5:DD:287:ASP:0OD2 5:DD:287:ASP:N 2.53 0.41
5:DI:325:LEU:HB3 5:DI:333: TRP:HB3 2.01 0.41
5:EC:102:ASP:CG 5:EC:103:GLU:N 2.79 0.41
5:EC:379:ARG:HD3 5:EC:379:ARG:HA 1.84 0.41
5:ED:42:PHE:HB2 5:FE:329:GLY:HA2 2.02 0.41
5:EF:142:LEU:H 5:EF:142:LEU:HD23 1.85 0.41
5:EI1:203:LYS:HE2 5:EI:206:GLU:HG3 2.01 0.41
5:EI:280:GLN:HG2 5:EI:281:ASN:N 2.36 0.41
5:FF:108:VAL:HG12 5:FF:114:GLN:HA 2.03 0.41
5:FJ:182:THR:HA 5:FJ:195:MET:O 2.21 0.41
5:GD:319:PHE:CE1 5:GD:342:ALA:HA 2.56 0.41
5:GF:106:ASN:OD1 5:GF:106:ASN:N 2.54 0.41
5:GG:305:ASN:O 5:GG:306:GLU:HG2 2.21 0.41
5:GH:170:SER:H 5:GH:176:SER:CB 2.33 0.41
3:BB:200:LEU:HG 3:BB:204:LEU:HD12 2.03 0.41
3:BD:79:VAL:HA 3:BD:82:GLN:OE1 2.21 0.41
3:BE:66:ARG:NE 3:BE:261:ASP:OD1 2.47 0.41
3:BG:176:GLY:HA2 3:BG:179:ILE:HD12 2.03 0.41
3:BK:6:GLN:HB3 3:BK:10:GLU:OE2 2.21 0.41
3:BK:225:ALA:O 3:BK:229:ILE:HG12 2.20 0.41
4:CC:428:VAL:HG13 | 4:CC:433:GLU:HB2 2.02 0.41
4:CE:137:ALA:O 4:CE:141:VAL:HG23 2.20 0.41
4:CF:157:GLN:O 4:CF:160:ILE:HG12 2.20 0.41
4:CI:518:LEU:HD23 4:CI:518:LEU:HA 1.89 0.41
4:CI:541: THR:HG1 | 4:CK:553:ARG:HH22 1.63 0.41
4:CJ:117:LEU:O 4:CJ:120:LEU:HG 2.21 0.41
4:CK:142:ASN:OD1 4:CK:143:GLN:HG2 2.20 0.41
4:CK:148:ASP:HA 4:CK:295:ARG:NH1 2.35 0.41
4:CK:472:LYS:HD3 4:CK:472:LYS:HA 1.83 0.41
5:DC:250:ILE:HG13 5:DC:251:ASN:OD1 2.20 0.41
5:DG:266:MET:SD 5:DG:267:GLN:N 2.94 0.41
5:DI:77:SER:OG 5:DI:78:GLN:OE1 2.30 0.41
5:DI:155:ILE:HG23 5:DI:157:LEU:CD1 2.50 0.41
5:DK:390:THR:O 5:DK:394:1ILE:HG12 2.20 0.41
5:EB:233:GLU:HG2 5:EB:234:ASN:OD1 2.21 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
5:FD:82:PHE:O 5:FD:93:TYR:HA 2.21 0.41
5:FD:187:ASP:OD2 5:FD:193:HIS:NE2 2.52 0.41
5:FD:229:LEU:HD22 | 5:FD:237:LEU:HD11 2.03 0.41
5:FD:372:VAL:O 5:FD:376:VAL:HG23 2.21 0.41
5:FG:83:ARG:HH11 | 5:FG:116:THR:HG21 1.86 0.41
5:FG:389:LYS:O 5:FG:393:GLN:HG2 2.20 0.41
5:FH:117:GLY:HA2 | 5:FH:315:VAL:HG13 2.03 0.41
5:GA:366:ASP:O 5:GA:370:GLU:HG2 2.21 0.41
5:GB:200:VAL:HG23 | 5:GB:208:ALA:HB3 2.02 0.41
5:GI:316:LEU:HB2 5:GI:352:PHE:HD2 1.86 0.41
3:BA:63:ALA:HA 3:BA:66:ARG:HE 1.86 0.41
3:BE:77:GLU:HB3 3:BE:250:LEU:HD21 2.02 0.41
3:BI:61:GLN:HG3 4:CE:115:THR:HG22 2.03 0.41
3:BJ:9:TYR:CE2 3:BJ:307:-MET:HB3 2.51 0.41
3:BL:225:ALA:O 3:BL:229:ILE:HG12 2.21 0.41
4:CA:367:PHE:HB2 4:CA:372: TRP:CZ3 2.56 0.41
4:CB:388:ASP:HB3 4:CB:394:GLU:CD 2.46 0.41
4:CC:351:LYS:HE2 4:CC:351:LYS:HB2 1.90 0.41
4:CD:106:LEU:HD22 | 4:CD:144:PHE:CE1 2.56 0.41
4:CD:548:ALA:O 4:CD:552:ILE:HG12 2.21 0.41
4:CF:1:MET:HG3 4:CF:3:SER:H 1.85 0.41
4:CG:87:THR:O 4:CG:91:GLN:HG2 2.21 0.41
4:CI:81:GLN:O 4:CI:85:LEU:HD23 2.21 0.41
4:CK:150:TYR:O 4:CK:154:GLN:HG2 2.20 0.41
4:CK:546:PHE:CE2 | 4:CK:550:LEU:HD11 2.55 0.41
5:DH:234:ASN:O 5:DH:268:GLN:NE2 2.54 0.41
5:DJ:336:THR:OG1 5:DJ:337:GLN:N 2.47 0.41
5:DK:266:MET:N 5:DK:266:MET:SD 2.93 0.41
5:EB:381:TYR:CE1 5:EK:394:ILE:HG23 2.55 0.41
5:EC:86:ASP:0OD1 5:EC:87:SER:N 2.54 0.41
5:EG:101:LEU:HD21 5:EG:105:ARG:HE 1.86 0.41
5:EH:174:ALA:HA 5:EH:177:'TYR:CE1 2.55 0.41
5:EI:108:VAL:HG12 5:EI1:114:GLN:HA 2.03 0.41
5:EJ:201:LYS:HB2 5:EJ:207:TRP:CZ3 2.56 0.41
5:EJ:389:LYS:0O 5:EJ:393:GLN:HG2 2.20 0.41
5:EK:318:ASN:HD22 | 5:EK:351:ASN:HB3 1.86 0.41
5:FA:394:1LE:HD12 5:FC:381:TYR:HD1 1.84 0.41
5:FE:232:ASN:OD1 5:FE:238:GLU:HG3 2.21 0.41
5:FH:167:- THR:OG1 5:FH:168:PRO:HD3 2.20 0.41
5:FK:74:VAL:O 5:FK:97:GLY:HA3 2.21 0.41
5:GC:284:LYS:H 5:GC:284:LYS:HG2 1.68 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
5:GD:384:ASN:O 5:GD:388:ILE:HG12 2.21 0.41
1:AB:41:SER:O 1:AB:44:LEU:HG 2.20 0.41
1:AB:300:GLU:HG3 1:AB:302:GLY:N 2.36 0.41
1:AD:20:THR:O 1:AD:24:LYS:HG3 2.21 0.41
1:AD:131:ILE:HA 1:AD:198:GLU:O 2.20 0.41
1:AE:119:GLU:H 1:AE:119:GLU:HG3 1.77 0.41
1:AE:340: THR:CG2 3:BD:96: TYR:HA 2.50 0.41
3:BA:237:-LYS:HD3 3:BA:237:LYS:HA 1.93 0.41
3:BB:298:GLN:C 3:BB:300:SER:H 2.28 0.41
3:BC:70: THR:HA 3:BC:73:VAL:HG22 2.02 0.41
3:BC:275:MET:O 3:BC:279:VAL:HG22 2.21 0.41
3:BE:298:GLN:C 3:BE:300:SER:H 2.29 0.41
3:BF:162:GLN:HB2 3:BF:172:ILE:HD13 2.02 0.41
3:BF:267:ARG:CZ 3:BF:267:ARG:HA 2.49 0.41
3:BH:232:THR:O 3:BH:236:LEU:HG 2.21 0.41
3:BH:275:MET:HE3 3:BH:279:VAL:CG2 2.50 0.41
3:BJ:93:LYS:HD3 3:BJ:93:LYS:HA 1.92 0.41
4:CA:228:THR:HG22 | 4:CA:234:THR:HA 2.02 0.41
4:CB:74:GLN:HE22 4:CF:189:VAL:HB 1.86 0.41
4:CB:248:PRO:HB3 4:CB:253:PRO:HA 2.02 0.41
4:CB:517:ASN:O 4:CB:521:GLU:HG2 2.21 0.41
4:CC:117:LEU:HD21 | 4:CC:459:LEU:HB3 2.02 0.41
4:CE:48:LEU:HB3 4:CE:49:GLY:H 1.54 0.41
4:CG:117:LEU:O 4:CG:120:LEU:HD23 2.21 0.41
4:CG:121:VAL:HG13 | 4:CG:456:GLY:HA3 2.02 0.41
4:CG:165:SER:HA 4:CG:168:GLN:NE2 2.36 0.41
4:CH:368:ASP:HA 4:CH:409:ASN:H 1.86 0.41
4:CI:274:LEU:HD23 4:CI:274:LEU:HA 1.90 0.41
4:CJ:124:ALA:O 4:CJ:130:ARG:NH2 2.53 0.41
4:CJ:214:GLY:HA3 4:CJ:277:THR:OG1 2.21 0.41
4:CJ:414:LEU:HD23 4:CJ:414:LEU:H 1.86 0.41
4:CK:395:ILE:HD12 | 4:CK:400:VAL:HG21 2.02 0.41
5:DA:209:VAL:HG13 | 5:DA:229:LEU:HD13 2.03 0.41
5:DB:158:ASN:OD1 5:DB:273:ASN:ND2 2.53 0.41
5:DB:189:GLN:HE22 5:EK:234:ASN:C 2.25 0.41
5:DD:266:MET:HE2 | 5:DD:266:MET:HB3 1.99 0.41
5:DH:379:ARG:HG3 | 5:DI:395:LEU:HD13 2.03 0.41
5:DH:398:LEU:HG 5:EH:371:LEU:HD12 2.03 0.41
5:DI:32:LYS:HD3 5:DI:32:LYS:HA 1.76 0.41
5:DI:208:ALA:HA 5:DI:228: THR:HA 2.02 0.41
5:DJ:177:TYR:CE1 5:DJ:180:LYS:HB2 2.56 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
5:DK:129:GLN:H 5:DK:129:GLN:HG2 1.70 0.41
5:DK:287:ASP:N 5:DK:304:SER:OG 2.37 0.41
5:EA:46:LYS:HB2 5:EA:46:LYS:HE2 1.86 0.41
5:EA:201:LYS:HB2 5:EA:201:LYS:HE3 1.83 0.41
5:EB:33:SER:HB3 5:EB:365:VAL:HG22 2.02 0.41
5:EB:363:SER:O 5:EB:363:SER:OG 2.38 0.41
5:EC:74:VAL:O 5:EC:97:GLY:HA3 2.20 0.41
5:EC:108:VAL:HG23 5:EC:113:MET:C 2.46 0.41
5:EF:300:VAL:HG13 5:EF:308:GLU:HB3 2.03 0.41
5:EG:174:ALA:HA 5:EG:177:TYR:CZ 2.56 0.41
5:EH:401:LEU:HD23 5:EH:401:LEU:HA 1.86 0.41
5:EL:117:GLY:HA2 5:EI:315:VAL:HG12 2.02 0.41
5:EI:125:PRO:HG2 5:EI:309:GLN:HG2 2.03 0.41
5:EK:260:LEU:HD23 5:EK:261:SER:N 2.36 0.41
5:FC:206:GLU:OE2 5:FC:230:LYS:HG2 2.21 0.41
5:FD:379:ARG:NH2 5:FE:392:ASP:0OD1 2.52 0.41
5:FH:366:ASP:O 5:FH:370:GLU:HG2 2.21 0.41
5:FJ:179:LYS:CE 5:FJ:273:ASN:HD22 2.34 0.41
5:FK:305:ASN:N 5:FK:305:ASN:OD1 2.53 0.41
5:GB:143:MET:HE1 5:GB:307:GLN:OE1 2.21 0.41
5:GB:204:ASP:0OD1 5:GB:204:ASP:N 2.54 0.41
5:GD:109:ASN:OD1 5:GD:111:GLN:N 2.46 0.41
5:GE:86:ASP:HB2 5:GE:92:PHE:HE2 1.85 0.41
5:GE:177:TYR:CE1 5:GE:180:LYS:HB2 2.56 0.41
5:GE:205:ASN:ND2 5:GE:231:PHE:O 2.50 0.41
5:GF:325:LEU:HB3 5:GF:333:TRP:HB3 2.03 0.41
5:GF:388:ILE:H 5:GF:388:ILE:HD12 1.86 0.41
5:GI:102:ASP:OD1 5:GI:103:GLU:N 2.54 0.41
5:GJ:370:GLU:C 5:GJ:374:MET:HE3 2.46 0.41
5:GK:206:GLU:HA 5:GK:229:LEU:O 2.20 0.41
1:AA:435:ARG:HH12 | 3:BH:262:SER:HB2 1.87 0.41
1:AB:110:THR:HG21 | 1:AB:205:ASP:HB3 2.03 0.41
2:AC:29:ARG:HH12 2:AC:428:SER:HB3 1.85 0.41
2:AC:120:GLN:HG2 | 2:AC:151:THR:HG21 2.03 0.41
1:AD:22:LEU:HG 1:AD:435:ARG:HH21 1.86 0.41
1:AD:401:ASP:HB3 3:BC:95:VAL:O 2.21 0.41
3:BA:281:VAL:HG22 | 3:BA:286:VAL:HG21 2.03 0.41
3:BD:316:ASN:C 3:BD:316:ASN:HD22 2.28 0.41
3:BI:212:LYS:HD3 3:BI:212:LYS:HA 1.85 0.41
3:BJ:9:TYR:O 3:BJ:13:MET:HG3 2.21 0.41
3:BL:215:VAL:HG22 3:BL:221:GLU:CD 2.45 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

4:CA:1:MET:HE1 4:CA:545:LEU:HB2 2.03 0.41
4:CB:124:ALA:O 4:CB:130:ARG:NH2 2.31 0.41
4:CB:145:LYS:HB3 4:CB:149:GLN:NE2 2.34 0.41
4:CC:205:LEU:HD23 4:CC:205:LEU:HA 1.88 0.41
4:CE:235:LEU:HD11 | 4:CE:244:LEU:HD13 2.03 0.41
4:CG:10:SER:HB2 4:CG:58:VAL:O 2.21 0.41
4:CG:89:TYR:CE1 4:CG:493:LYS:HB2 2.56 0.41
4:CG:137:ALA:HB1 4:CG:328:PHE:CZ 2.56 0.41
4:CJ:212:1LE:HG13 4:CJ:213:VAL:N 2.36 0.41
4:CK:111:GLN:HA 4:CK:114:PHE:CD2 2.56 0.41
5:DA:146:LYS:HE2 5:DA:146:LYS:HB2 1.88 0.41
5:DF:166:LYS:HD2 5:DF:166:LYS:HA 1.91 0.41
5:DI:43:ALA:HB2 5:DI:49:LEU:HD11 2.03 0.41
5:DJ:279:ASN:OD1 5:DJ:280:GLN:N 2.50 0.41
5:DK:191:ASN:ND2 5:DK:251:ASN:OD1 2.54 0.41
5:EC:296:ASP:N 5:EC:296:ASP:0OD2 2.43 0.41
5:EK:357:ASN:OD1 5:EK:358:GLY:N 2.53 0.41
5:FC:279:ASN:OD1 5:FC:280:GLN:N 2.53 0.41
5:FC:345:GLY:HA3 5:FC:352:PHE:CE2 2.56 0.41
5:FD:161:ASP:0OD2 5:FD:178:ASN:ND2 2.54 0.41
5:FE:221:ALA:HA 5:FE:222:PRO:HD3 1.97 0.41
5:GB:210:TYR:HE1 5:GB:225:ALA:HB2 1.86 0.41
5:GF:336:THR:O 5:GF:339:SER:OG 2.32 0.41
5:GH:21:ASN:O 5:GH:25:ASN:N 2.43 0.41
5:GI:100:LYS:NZ 5:GI:110:MET:HA 2.36 0.41
5:GI:145:ALA:HB2 5:GI:285:PRO:HD3 2.03 0.41
5:GJ:19:ILE:HA 5:GJ:22:ASN:OD1 2.21 0.41
1:AA:15:LEU:HD23 1:AA:440:PHE:CD1 2.44 0.40
1:AA:61:ASN:ND2 1:AA:390:ILE:HG23 2.36 0.40
1:AA:443:LEU:HD13 | 3:BF:287:ILE:HD11 2.03 0.40
1:AB:126:VAL:HG13 1:AB:148:LYS:HB2 2.03 0.40
1:AD:340: THR:HA 1:AD:376:LEU:HD21 2.03 0.40
1:AD:442:GLN:HG3 | 3:BB:284:ASN:HD22 1.86 0.40
1:AE:153:MET:HE1 | 1:AE:181:LEU:HD12 2.02 0.40
3:BA:27:GLY:O 3:BA:30:MET:HB2 2.21 0.40
3:BB:25:LYS:HE3 3:BB:25:LYS:HB3 1.92 0.40
3:BG:83:VAL:O 3:BG:87:ILE:HG13 2.21 0.40
3:BJ:241:ASN:C 3:BJ:241:ASN:HD22 2.28 0.40
3:BL:191:PRO:HD2 3:BL:234:ARG:NH1 2.36 0.40
4:CE:80:ASN:HB2 4:CE:210:ASN:OD1 2.22 0.40
4:CE:275:LEU:HB3 | 4:CE:284:LEU:HD12 2.03 0.40
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4:CG:372:TRP:CH2 | 4:CG:402:VAL:HG22 2.55 0.40
4:CI:22:VAL:HG13 4:CI:521:GLU:OE1 2.20 0.40
4:CJ:306:ALA:HB3 4:CJ:330:ILE:HD13 2.03 0.40
4:CK:186:MET:SD 4:CK:195:PRO:HB3 2.61 0.40
4:CK:208:GLU:O 4:CK:212:ILE:HG12 2.21 0.40
5:DA:15:ASN:O 5:DA:19:ILE:HG12 2.21 0.40
5:DB:395:LEU:HD23 5:DB:395:LEU:HA 1.74 0.40
5:DE:167:THR:HB 5:DE:168:PRO:HD3 2.03 0.40
5:EB:9:LEU:HD23 5:EB:9:LEU:HA 1.85 0.40
5:EG:102:ASP:OD1 5:EG:103:GLU:OE1 2.39 0.40
5:EK:121:THR:0G1 5:EK:128:GLN:OE1 2.35 0.40
5:FC:92:PHE:HB3 5:FC:332:VAL:HB 2.02 0.40
5:FC:108:VAL:HG12 5:FC:114:GLN:HA 2.04 0.40
5:FE:243:VAL:HG13 | 5:FE:245:1LE:HD11 2.04 0.40
5:FG:15:ASN:O 5:FG:19:ILE:HG12 2.21 0.40
5:FH:392:ASP:OD1 5:GG:379:ARG:NH2 2.47 0.40
5:FJ:154:GLN:HG2 5:FJ:276:VAL:HB 2.03 0.40
5:FK:68: THR:HG21 | 5:FK:360:LEU:HD12 2.04 0.40
5:GB:327:SER:H 5:GK:46:LYS:NZ 2.18 0.40
1:AA:453:THR:HG21 3:BH:283: TRP:CG 2.56 0.40
1:AB:432: THR:HA 1:AB:435:ARG:HG2 2.01 0.40
1:AE:129:ARG:HE 1:AE:146:LEU:HD22 1.85 0.40
1:AE:408:GLN:HA 1:AE:411:VAL:HG22 2.03 0.40
3:BB:282:ASP:0OD1 3:BB:282:ASP:N 2.52 0.40
3:BH:189:PRO:O 3:BH:234:ARG:NH2 2.50 0.40
3:BL:235:GLY:HA2 3:BL:238:ASN:ND2 2.36 0.40
4:CA:147:THR:O 4:CA:151:LEU:HG 2.21 0.40
4:CB:456:GLY:0O 4:CB:460:LEU:HD23 2.20 0.40
4:CD:113:PHE:HE1 4:CD:137:ALA:HB2 1.84 0.40
4:CF:186:MET:HG2 4:CF:195:PRO:HG3 2.02 0.40
4:CI:130:ARG:NH1 4:CIL:434:1LE:HG21 2.37 0.40
4:CJ:189:VAL:HG23 5:DE:290:SER:HB3 2.03 0.40
4:CK:366:VAL:HG23 | 4:CK:411:SER:HB3 2.03 0.40
5:DD:269:ASN:ND2 5:DE:190:GLY:O 2.54 0.40
5:DK:102:ASP:OD1 5:DK:103:GLU:N 2.54 0.40
5:DK:179:LYS:HG2 5:DK:273:ASN:ND2 2.37 0.40
5:EC:166:LYS:HB2 5:EC:166:LYS:HE2 1.89 0.40
5:EJ:6:VAL:HG22 5:FI:372:VAL:HG21 2.03 0.40
5:EJ:398:LEU:HD23 5:EJ:398:LEU:HA 1.94 0.40
5:FB:49:LEU:HB3 5:GB:64: THR:HG22 2.02 0.40
5:FG:9:LEU:HD22 5:FG:381:TYR:CZ 2.57 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

5:FJ:306:GLU:HA 5:FJ:306:GLU:OE2 2.21 0.40
5:GB:157:LEU:HD13 | 5:GB:207:TRP:CD2 2.56 0.40
5:GB:327:SER:HA 5:GB:333: TRP:CD1 2.55 0.40
1:AB:124: THR:HA 1:AB:148:LYS:HE2 2.04 0.40
1:AD:243:VAL:HG12 1:AD:243:VAL:O 2.21 0.40
3:BA:108:ALA:O 3:BA:112: THR:HG23 2.21 0.40
3:BB:32:THR:HG22 3:BB:34:LYS:HD3 2.03 0.40
3:BC:30:MET:HE1 3:BC:286:VAL:HG13 2.02 0.40
3:BG:274:GLN:NE2 3:BK:71:GLN:HE22 2.18 0.40
3:BI:58: GLN:NE2 3:BI:61:GLN:OE1 2.55 0.40
3:BJ:113:ASP:O 3:BJ:117:ILE:HG12 2.21 0.40
3:BK:9:TYR:HE2 4:CG:527:ARG:HH21 1.69 0.40
4:CA:1:MET:HG2 5:DD:368:SER:HB2 2.02 0.40
4:CF:373:GLN:HB3 | 4:CF:382:THR:HG22 2.04 0.40
4:CI:195:PRO:O 4:CI:199:LEU:HG 2.22 0.40
4:CI:197:ASP:N 4:CI:197:ASP:OD1 2.54 0.40
4:CIL:317:TYR:CD2 4:CI:440:SER:HB2 2.56 0.40
4:CJ:231:ASN:HB3 4:CJ:274.LEU:HD13 2.02 0.40
4:CJ:263:GLU:HG2 4:CJ:264:ALA:N 2.36 0.40
4:CJ:509:GLN:O 4:CJ:512:SER:OG 2.39 0.40
5:DB:94:SER:HB2 5:DB:332:VAL:HG12 2.03 0.40
5:DE:166:LYS:HB3 5:DE:176:SER:HA 2.03 0.40
5:DF:201:LYS:HB2 5:DF:207: TRP:CZ3 2.57 0.40
5:DI:123: THR:HB 5:DI1:124:PRO:HD3 2.03 0.40
5:EF:108:VAL:HG12 5:EF:114:GLN:HA 2.03 0.40
5:EK:284:LYS:O 5:EK:305:ASN:ND2 2.48 0.40
5:FB:305:ASN:O 5:FB:307:GLN:HG2 2.21 0.40
5:FF:206:GLU:OE1 5:FF:230:LYS:HB3 2.21 0.40
5:FH:76:ILE:HD11 5:FH:82:PHE:CE2 2.56 0.40
5:GC:390: THR:HA 5:GC:393:GLN:CD 2.46 0.40
5:GD:232:ASN:ND2 5:GD:236:1ILE:HB 2.30 0.40
5:GJ:194:ASP:0OD1 5:GJ:215:SER:HB3 2.22 0.40
1:AB:121:LEU:HD23 1:AB:148:LYS:HG3 2.03 0.40
1:AB:175:LYS:HE2 1:AB:175:LYS:HB2 1.83 0.40
1:AB:306:SER:OG 1:AB:309:ASN:HB2 2.21 0.40
3:BC:62:TYR:O 3:BC:66:ARG:HG3 2.21 0.40
3:BD:307:MET:SD 3:BD:307:-MET:N 2.94 0.40
3:BF:137:ALA:HB1 3:BF:140:LYS:O 2.22 0.40
3:BI:179:ILE:HD11 3:BI:243:VAL:HG22 2.04 0.40
4:CA:107:SER:HB3 4:CA:478:TYR:CD2 2.56 0.40
4:CA:301:LEU:HG 4:CA:305:PHE:CE2 2.56 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
4:CB:549:LEU:HD21 5:DF:368:SER:HA 2.03 0.40
4:CC:354:ASP:HB3 4:CC:397:GLY:HA3 2.03 0.40
4:CC:376:ARG:O 4:CC:380:ASN:HA 2.21 0.40
4:CF:117:LEU:O 4:CF:121:VAL:HG23 2.21 0.40
4:CG:394:GLU:HB3 4:CG:399:LYS:HG2 2.04 0.40
4:CH:357:LYS:HA 4:CH:357:LYS:HD2 1.84 0.40
4:CI:310:ASN:OD1 4:CI:327:PHE:N 2.46 0.40
4:CJ:251:ALA:HB1 4:CJ:413:LEU:HD11 2.04 0.40
4.CK:227:LEU:HB3 4:CK:235:LEU:HB2 2.03 0.40
4:CK:443:ASP:HB3 4:CK:446:VAL:O 2.21 0.40
4:CK:466:ASN:HB3 4:CK:471:ASN:C 2.47 0.40
5:DB:158:ASN:HA 5:DB:268:GLN:O 2.20 0.40
5:DI:229:LEU:HD22 5:DI:237:LEU:HD11 2.03 0.40
5:DJ:148:THR:HB 5:DJ:280:GLN:NE2 2.34 0.40
5:DK:158:ASN:OD1 5:DK:270: THR:N 2.55 0.40
5:EB:263:LEU:HD12 5:EB:264:ASN:H 1.84 0.40
5:EH:336: THR:HG22 5:EH:337:GLN:N 2.36 0.40
5:EL:77:SER:HB3 5:EI:354:LYS:H 1.87 0.40
5:FB:143:MET:HE3 5:FB:143:MET:HB2 1.90 0.40
5:FD:163:VAL:HG23 5:FD:201:LYS:0O 2.21 0.40
5:FE:170:SER:HB3 5:FE:173:ASP:HB3 2.02 0.40
5:FG:371:LEU:O 5:FG:374:-MET:HG2 2.21 0.40
5:FH:388:ILE:H 5:FH:388:1ILE:HD12 1.86 0.40
5:GB:5:ALA:HB2 5:GB:387: THR:HB 2.04 0.40
5:GD:78:GLN:O 5:GD:78:GLN:HG2 2.22 0.40
5:GD:363:SER:O 5:GD:365:VAL:HG23 2.22 0.40
5:GE:72:LEU:HD13 5:GE:291:TYR:HE2 1.86 0.40
5:GF:76:ILE:N 5:GF:361:GLU:OE2 2.35 0.40
5:GI:231:PHE:CD1 5:GI1:237:LEU:HA 2.56 0.40
5:GJ:70:ARG:HB3 5:GJ:73:ASP:0OD2 2.21 0.40
5:GJ:171:VAL:HG21 5:GJ:212:HIS:CD2 2.57 0.40
5:GJ:329:GLY:O 5:GJ:332:VAL:HG22 2.22 0.40
1:AA:113:THR:HG22 | 1:AA:180:GLN:HE21 1.85 0.40
1:AB:341:MET:HE3 1:AB:347:- THR:HA 2.02 0.40
2:AC:30:LEU:O 2:AC:34:THR:HG23 2.21 0.40
2:AC:40:ASN:O 2:AC:44:LEU:N 2.41 0.40
1:AE:227:ALA:HB3 1:AE:238:ARG:HB2 2.04 0.40
3:BD:107:ARG:HH12 | 3:BD:215:VAL:HG21 1.86 0.40
3:BD:239:SER:O 3:BD:243:VAL:HG23 2.22 0.40
3:BE:252:THR:O 3:BE:256:GLU:OE1 2.39 0.40
3:BF:61:GLN:HG2 4:CD:115:-THR:HA 2.02 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:BF:294:GLN:O 3:BF:297:LEU:HG 2.21 0.40
3:BG:9:TYR:O 3:BG:13:MET:HG3 2.21 0.40
3:BH:145:PRO:O 3:BH:146:PHE:HD1 2.05 0.40
3:BL:82:GLN:HA 3:BL:85:THR:HG22 2.02 0.40
3:BL:190:GLU:HA 3:BL:191:PRO:HD3 1.93 0.40
4:CA:16:GLN:HE21 4:CA:16:GLN:CA 2.34 0.40
4:CB:185:ARG:HH22 5:DE:351:ASN:HA 1.85 0.40
4:CB:387:LYS:HE2 4:CB:387:LYS:HB2 1.94 0.40
4:CE:325:LYS:HG2 4:CE:433:GLU:OE2 2.21 0.40
4:CF:17:ALA:O 4:CF:21:THR:HG23 2.22 0.40
4:CG:153:ASP:HA 4:CG:156:LYS:HG2 2.03 0.40
4:CG:257:-THR:HG22 | 4:CG:287:ARG:HH12 1.87 0.40
4:CH:76:ARG:HG2 | 4:CH:210:ASN:HD22 1.87 0.40
4:CI:352:VAL:HG13 4:CI:352:VAL:O 2.22 0.40
4:CK:75:LEU:HD22 4:CK:510:GLN:HG2 2.03 0.40
4:CK:158:VAL:HG22 | 4:CK:283:LEU:HD12 2.02 0.40
5:DD:107:LEU:HD23 5:DD:107:LEU:HA 1.85 0.40
5:DD:167: THR:HB 5:DD:168:PRO:HD3 2.04 0.40
5:DD:201:LYS:HD3 5:DD:207:TRP:CZ2 2.56 0.40
5:DG:187:ASP:OD1 5:DG:190:GLY:N 2.55 0.40
5:DK:143:MET:SD 5:DK:305:ASN:ND2 2.81 0.40
5:DK:171:VAL:HG21 5:DK:212:HIS:NE2 2.37 0.40
5:EB:179:LYS:NZ 5:EB:273:ASN:O 2.54 0.40
5:EB:366:ASP:O 5:EB:370:GLU:HG2 2.22 0.40
5:EE:32:LYS:HB2 5:EE:58:GLN:NE2 2.36 0.40
5:EE:177:TYR:CE1 5:EE:180:LYS:HB2 2.56 0.40
5:EF:86:ASP:OD1 5:EF:87:SER:N 2.51 0.40
5:FE:180:LYS:HE2 5:FE:198: TYR:HE2 1.87 0.40
5:FI1:41:MET:HE2 5:F1:52:LYS:HB2 2.02 0.40
5:GD:74:VAL:HG12 5:GD:357:ASN:HA 2.03 0.40
5:GD:160: THR:HG23 5:GD:160: THR:O 2.22 0.40
5:GD:227:THR:HG21 | 5:GD:243:VAL:HG22 2.03 0.40
5:GE:67:ASN:OD1 5:GE:359:ALA:HB2 2.21 0.40
5:GJ:211:THR:HG21 | 5:GJ:245:ILE:HD12 2.04 0.40
There are no symmetry-related clashes.
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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.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 | AA 450/467 (96%) | 432 (96%) | 18 (4%) 0 [100] [ 100
1 AB 446 /467 (96%) 426 (96%) | 20 (4%) 0 |
1 AD 445 /467 (95%) 426 (96%) | 19 (4%) 0 |
1 AE 445 /467 (95%) 428 (96%) | 17 (4%) 0 |
2 AC 445 /467 (95%) 425 (96%) | 20 (4%) 0 |
3 | BA 315/317 (99%) | 307 (98%) | 8 (2%) 0 100 [100]
3 BB 314/317 (99%) 305 (97%) | 9 (3%) 0 |
3 | BC 314/317 (99%) | 305 (97%) | 9 (3%) 0 [100] [ 100
3 BD 315/317 (99%) 307 (98%) | 8 (2%) 0 |
3 | BE 314/317 (99%) | 304 (97%) | 10 (3%) 0 [100] [ 100
3 | BF 315/317 (99%) | 306 (97%) | 9 (3%) 0 100 ] [100]
3 BG 315/317 (99%) 306 (97%) | 9 (3%) 0 |
3 BH 314/317 (99%) 308 (98%) | 6 (2%) 0 |
3 BI 315/317 (99%) 305 (97%) | 10 (3%) 0 |
3 | BJ 314/317 (99%) | 302 (96%) | 12 (4%) 0 [100] [ 100
3 BK 314/317 (99%) 308 (98%) | 6 (2%) 0 |
3 BL 215/317 (68%) 206 (96%) | 9 (4%) 0 |
4 CA 551/553 (100%) 536 (97%) | 15 (3%) 0 |
4 CB 551/553 (100%) 542 (98%) | 9 (2%) 0 |
4 cC 550/553 (100%) 536 (98%) | 14 (2%) 0 |
4 | CD | 551/553 (100%) | 544 (99%) | 7 (1%) 0 100 ] [100]
4 CE 551/553 (100%) 543 (98%) | 8 (2%) 0 |
4 CF 551/553 (100%) 543 (98%) | 8 (2%) 0 |
4 CG 551/553 (100%) 538 (98%) | 13 (2%) 0 |
4 CH 551/553 (100%) 541 (98%) | 10 (2%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 CI 551/553 (100%) 539 (98%) | 12 (2%) 0 |
4 CJ 551/553 (100%) 544 (99%) | 7 (1%) 0 |
4 CK 551/553 (100%) 536 (97%) | 15 (3%) 0 |
5 | DA 400/403 (99%) | 380 (95%) | 20 (5%) 0 100 ] [100]
5 DB 400,403 (99%) 385 (96%) | 15 (4%) 0 |
5 DC 400,403 (99%) 388 (97%) | 12 (3%) 0 |
5 DD 400,403 (99%) 384 (96%) | 16 (4%) 0 |
5 DE 400,403 (99%) 388 (97%) | 12 (3%) 0 |
5 DF 400,403 (99%) 390 (98%) | 10 (2%) 0 |
5 DG 400/403 (99%) 388 (97%) | 12 (3%) 0 |
5 DH 400,403 (99%) 384 (96%) | 16 (4%) 0 |
5 DI 400/403 (99%) 381 (95%) | 19 (5%) 0 |
5 DJ 400,403 (99%) 383 (96%) | 17 (4%) 0 |
5 DK 400,403 (99%) 381 (95%) | 19 (5%) 0 |
5 EA 400/403 (99%) 385 (96%) | 15 (4%) 0 |
5 EB 400,403 (99%) 384 (96%) | 16 (4%) 0 |
5 EC 400,403 (99%) 385 (96%) | 15 (4%) 0 |
5 ED 400,403 (99%) 388 (97%) | 12 (3%) 0 |
5 EE 400,403 (99%) 386 (96%) | 14 (4%) 0 |
5 EF 400,403 (99%) 373 (93%) | 27 (%) 0 |
5 | EG 400/403 (99%) | 386 (96%) | 14 (4%) 0 100 [100]
5 EH 400,403 (99%) 389 (97%) | 11 (3%) 0 |
5 EI 400,403 (99%) 387 (97%) | 13 (3%) 0 |
5 EJ 400,403 (99%) 389 (97%) | 11 (3%) 0 |
5 EK 400,403 (99%) 392 (98%) | 8 (2%) 0 |
5 FA 400,403 (99%) 385 (96%) | 15 (4%) 0 |
5 FB 400/403 (99%) 387 (97%) | 13 (3%) 0 |
5 FC 400,403 (99%) 384 (96%) | 16 (4%) 0 |
5 FD 400,403 (99%) 388 (97%) | 12 (3%) 0 |
5 FE 400,403 (99%) 382 (96%) | 18 (4%) 0 |
5 FF 400/403 (99%) 376 (94%) | 24 (6%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
5 FG 400,403 (99%) 382 (96%) | 18 (4%) 0 |
5 FH 400,403 (99%) 390 (98%) | 10 (2%) 0 |
5 FI 400,403 (99%) 390 (98%) | 10 (2%) 0 |
5 | Fy 400/403 (99%) | 378 (94%) | 22 (6%) 0 100 ] [100]
5 FK 400,403 (99%) 388 (97%) | 12 (3%) 0 |
5 GA 400,403 (99%) 388 (97%) | 12 (3%) 0 |
5 GB 400,403 (99%) 382 (96%) | 18 (4%) 0 |
5 GC 400,403 (99%) 388 (97%) | 12 (3%) 0 |
5 GD 400,403 (99%) 383 (96%) | 17 (4%) 0 |
5 CE 400/403 (99%) 376 (94%) | 24 (6%) 0 |
5 GF 400,403 (99%) 384 (96%) | 16 (4%) 0 |
5 GG 400/403 (99%) 385 (96%) | 15 (4%) 0 |
5 GH 400,403 (99%) 384 (96%) | 16 (4%) 0 |
5 CI 400/403 (99%) 385 (96%) | 14 (4%)

5 GJ 400/403 (99%) 383 (96%) | 17 (4%)
5 | GK | 400/403 (99%) | 391 (98%) | 9 (2%) 100 [100]

All | ALl | 29565/29954 (99%) | 28583 (97%) | 981 (3%) |

All (1) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
D GI 364 ASN

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 AA 378/391 (97%) 378 (100%) 0 |
1 AB 375/391 (96%) 375 (100%) 0 100 § § 100

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 AD 375/391 (96%) 375 (100%) 0 |
1 AE 375/391 (96%) 375 (100%) 0 |
2 | AC 375/391 (96%) | 375 (100%) 0 100 ] [100]
3 | BA | 261/261 (100%) | 261 (100%) 0 100 ] [ 100}
3 BB 260/261 (100%) 260 (100%) 0 |
3 BC 260/261 (100%) 260 (100%) 0 |
3 | BD | 261/261 (100%) | 261 (100%) 0 100 ] | 100}
3 BE 260/261 (100%) 260 (100%) 0 |
3 | BF | 261/261 (100%) | 261 (100%) 0 100 ] 100}
3 BG 261/261 (100%) 261 (100%) 0 |
3 BH 260/261 (100%) 260 (100%) 0 |
3 | BL | 261/261 (100%) | 261 (100%) 0 100 ] 100}
3 BJ 260/261 (100%) 260 (100%) 0 |
3 BK 260/261 (100%) 260 (100%) 0 |
3 BL 188/261 (72%) 188 (100%) 0 |
4 | CA | 453/453 (100%) | 453 (100%) 0 100 [ 100}
4 CB 453 /453 (100%) 452 (100%) | 1 (0%)

4 | cC | 452/453 (100%) | 452 (100%) 0 (100 ] [100]
4 | D | 453/453 (100%) | 453 (100%) 0 100 ] [ 100}
4 CE 453 /453 (100%) 452 (100%) | 1 (0%)

4 CF 453 /453 (100%) 453 (100%) 0

4 CG 453 /453 (100%) 452 (100%) | 1 (0%)

4 CH 453/453 (100%) 453 (100%) 0 |
4 |l | 453/453 (100%) | 453 (100%) 0 100 ] 100}
4 | 3 | 453/453 (100%) | 453 (100%) 0 100 ] [100]
4 | CK | 453/453 (100%) | 453 (100%) 0 100 100}
5 | DA | 322/323 (100%) | 322 (100%) 0 100 ] [ 100]
5 DB 322/323 (100%) 321 (100%) | 1 (0%)

5 DC 322/323 (100%) 322 (100%) 0

5 DD 322/323 (100%) 322 (100%) 0

5 DE 322/323 (100%) 321 (100%) | 1 (0%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
5 | DF | 322/323 (100%) | 321 (100%) | 1 (0%)
5 | DG | 322/323 (100%) | 322 (100%) 0 (100 [ 100]
5 | DH | 322/323 (100%) | 322 (100%) 0 100 ] [100]
5 | DI | 322/323 (100%) | 322 (100%) 0 100 ] [ 100}
5 | DI | 322/323 (100%) | 322 (100%) 0 100 [ 100]
5 | DK | 322/323 (100%) | 322 (100%) 0 100 ] [100]
5 | BA | 322/323 (100%) | 322 (100%) 0 100 ] | 100}
5 | EB | 322/323 (100%) | 322 (100%) 0 100 ] [100]
5 | BEC | 322/323 (100%) | 322 (100%) 0 100 ] 100}
5 | ED | 322/323 (100%) | 322 (100%) 0 100 ] | 100]
5 | EE | 322/323 (100%) | 322 (100%) 0 100 ] [100]
5 | EBF | 322/323 (100%) | 322 (100%) 0 100 ] 100}
5 | EG | 322/323 (100%) | 322 (100%) 0 100 ] [100]
5 | EH | 322/323 (100%) | 322 (100%) 0 100 [ 100}
5 EI 322/323 (100%) 322 (100%) 0 |
5 | EJ | 322/323 (100%) | 322 (100%) 0 100 [ 100}
5 | EK | 322/323 (100%) | 322 (100%) 0 100 ] [ 100}
5 | FA | 322/323 (100%) | 322 (100%) 0 100 ] [100]
5 | FB | 322/323 (100%) | 322 (100%) 0 100 ] [ 100}
5 | FC | 322/323 (100%) | 322 (100%) 0 100 ] [100]
5 | FD | 322/323 (100%) | 322 (100%) 0 100 [ 100}
5 | FE | 322/323 (100%) | 322 (100%) 0 100 ] [ 100}
5 | FF | 322/323(100%) | 321 (100%) | 1(0%) | |s6][s5’
5 | FG | 322/323 (100%) | 322 (100%) 0 (100 [100]
5 | FH | 322/323 (100%) | 322 (100%) 0 100 ] [100]
5 FI 322/323 (100%) 322 (100%) 0 |
5 | FJ 322/323 (100%) | 322 (100%) 0 100 ] [ 100]
5 | FK | 322/323 (100%) | 322 (100%) 0 100 100}
5 GA 322/323 (100%) 322 (100%) 0 |
5 GB 322/323 (100%) 322 (100%) 0 |
5 | GC | 322/323 (100%) | 321 (100%) | 1 (0%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

GD 322/323 (100%) 322 (100%) 0 |
GE 322/323 (100%) 322 (100%) 0 |
GF 322/323 (100%) 100%) 0 |
GG 322/323 (100%) 321 (100%) | 1 (0%)
( ) )
( ) )
( ) )

GH | 322/323 (100%
GI 322/323 (100%
GJ 322/323 (100% 100%
GK | 322/323 (100%) | 321 (100%) | 1 (0%)
All | All | 24081/24282 (99%) | 24071 (100%) | 10 (0%)

O Ot | Ot | Ot Ot Ot | Ot Ot

All (10) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
CB 30 ASN
CE 30 ASN
CG 293 GLN
DB 264 ASN
DE 212 HIS
DF 273 ASN
FF 313 GLN
GC 384 ASN
GG 10 ASN
GK 331 ASN

QY O O O O OV O i | | =~

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (381)
such sidechains are listed below:

<
2

Chain | Res | Type
AA 17 GLN
AA 61 ASN
AA 204 ASN
AA 232 ASN
AA 406 ASN
AB 191 ASN
AB 406 ASN
AB 410 ASN
AC 40 ASN
AC 442 GLN
AD 36 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 AD 232 ASN
1 AD 322 GLN
1 AD 406 ASN
1 AD 421 GLN
1 AD 427 ASN
1 AE 40 ASN
1 AE 248 GLN
1 AE 322 GLN
1 AE 451 ASN
3 BA 54 GLN
3 BA 56 GLN
3 BA 58 GLN
3 BA 233 ASN
3 BA 242 ASN
3 BA 308 GLN
3 BB 59 ASN
3 BB 82 GLN
3 BB 115 GLN
3 BB 219 ASN
3 BC 48 GLN
3 BC 126 ASN
3 BC 293 GLN
3 BC 298 GLN
3 BD 199 ASN
3 BD 238 ASN
3 BD 242 ASN
3 BD 253 GLN
3 BE 88 GLN
3 BE 126 ASN
3 BE 199 ASN
3 BE 274 GLN
3 BF 38 ASN
3 BF 48 GLN
3 BF 59 ASN
3 BF 154 HIS
3 BF 242 ASN
3 BF 294 GLN
3 BF 298 GLN
3 BF 308 GLN
3 BG 82 GLN
3 BG 186 ASN
3 BG 199 ASN

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

Mol | Chain | Res | Type
3 BH 12 ASN
3 BH 38 ASN
3 BH 59 ASN
3 BH 274 GLN
3 BH 284 ASN
3 BH 298 GLN
3 BI 11 GLN
3 BI 54 GLN
3 BI 59 ASN
3 BI 71 GLN
3 BI 186 ASN
3 BJ 20 GLN
3 BJ 61 GLN
3 BJ 82 GLN
3 BJ 163 GLN
3 BJ 233 ASN
3 BJ 277 ASN
3 BJ 314 GLN
3 BK 58 GLN
3 BK 71 GLN
3 BK 178 GLN
3 BK 241 ASN
3 BK 271 GLN
3 BK 277 ASN
3 BL 18 ASN
3 BL 178 GLN
3 BL 238 ASN
3 BL 253 GLN
4 CA 111 GLN
4 CA 118 GLN
4 CA 149 GLN
4 CA 170 ASN
4 CA 338 ASN
4 CA 341 ASN
4 CA 419 ASN
4 CA 463 GLN
4 CA 524 ASN
4 CB 28 ASN
4 CB 118 GLN
4 CB 149 GLN
4 CB 154 GLN
4 CcC 28 ASN

Continued on next page...
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Mol | Chain | Res | Type
4 CC 142 ASN
4 cC 175 GLN
4 cC 220 GLN
4 CC 289 GLN
4 CC 341 ASN
4 cC 373 GLN
4 cC 529 GLN
4 cC 530 GLN
4 CD 118 GLN
4 CD 131 GLN
4 CD 142 ASN
4 CD 171 ASN
4 CD 175 GLN
4 CD 312 GLN
4 CD 407 GLN
4 CD 464 ASN
4 CD 466 ASN
4 CE 28 ASN
4 CE 111 GLN
4 CE 143 GLN
4 CE 154 GLN
4 CE 170 ASN
4 CE 312 GLN
4 CE 341 ASN
4 CE 455 ASN
4 CE 463 GLN
4 CE 466 ASN
4 CE 505 GLN
4 CE 511 GLN
4 CF 13 ASN
4 CF 74 GLN
4 CF 79 GLN
4 CF 154 GLN
4 CF 171 ASN
4 CF 529 GLN
4 CG 91 GLN
4 CG 154 GLN
4 CG 196 ASN
4 CG 296 ASN
4 CG 510 GLN
4 CH 91 GLN
4 CH 118 GLN

Continued on next page...
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Mol | Chain | Res | Type
4 CH 149 GLN
4 CH 300 GLN
4 CH 475 ASN
4 CI 143 GLN
4 CI 243 GLN
4 CI 407 GLN
4 CJ 43 GLN
4 CJ 64 GLN
4 CJ 80 ASN
4 CJ 220 GLN
4 CJ 463 GLN
4 CJ 466 ASN
4 CJ 551 ASN
4 CK 20 ASN
4 CK 81 GLN
4 CK 91 GLN
4 CK 131 GLN
4 CK 149 GLN
4 CK 154 GLN
4 CK 182 GLN
4 CK 267 ASN
4 CK 455 ASN
4 CK 487 ASN
4 CK 526 GLN
5 DA 196 ASN
5 DA 273 ASN
5 DA 318 ASN
5 DB 21 ASN
5 DB 25 ASN
5 DB 114 GLN
5 DB 212 HIS
bt DB 273 ASN
5 DB 328 GLN
5 DC 128 GLN
5 DC 212 HIS
5 DC 234 ASN
5 DC 267 GLN
5 DC 268 GLN
5 DC 328 GLN
5 DC 380 ASN
5 DD 114 GLN
5 DD 178 ASN

Continued on next page...
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Mol | Chain | Res | Type
5 DD 244 ASN
5 DD 269 ASN
5 DD 351 ASN
5 DE 114 GLN
bt DE 178 ASN
5 DE 244 ASN
5 DF 114 GLN
5 DF 128 GLN
5 DF 331 ASN
5 DG 158 ASN
5 DG 196 ASN
5 DG 268 GLN
5 DG 318 ASN
5 DG 321 ASN
5 DG 384 ASN
5 DH 132 ASN
5 DH 205 ASN
5 DH 212 HIS
5 DH 267 GLN
5 DH 268 GLN
5 DH 280 GLN
5 DH 292 GLN
5 DH 378 GLN
D DI 156 ASN
5 DI 212 HIS
5 DI 295 ASN
5 DI 302 ASN
5 DI 305 ASN
5 DI 328 GLN
5 DJ 21 ASN
5 DJ 58 GLN
bt DJ 78 GLN
5 DJ 114 GLN
5 DJ 191 ASN
5 DJ 264 ASN
5 DJ 274 ASN
5 DJ 280 GLN
5 DJ 328 GLN
5 DJ 331 ASN
5 DK 78 GLN
5 DK 189 GLN
5 DK 212 HIS

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

Mol | Chain | Res | Type
5 DK 264 ASN
5 DK 328 GLN
5 DK 357 ASN
5 EA 156 ASN
bt EA 178 ASN
5 EA 268 GLN
5 EA 302 ASN
5 EA 386 GLN
5 EB 128 GLN
5 EB 156 ASN
5 EB 212 HIS
5 EB 328 GLN
5 EB 378 GLN
5 EB 384 ASN
5 EC 96 ASN
5 EC 106 ASN
5 EC 129 GLN
5 EC 132 ASN
5 EC 212 HIS
5 EC 309 GLN
5 EC 331 ASN
5 EC 351 ASN
5 EC 357 ASN
D ED 96 ASN
5 ED 128 GLN
5 ED 234 ASN
5 EE 267 GLN
5 EE 280 GLN
5 EE 305 ASN
5 EE 328 GLN
5 EF 111 GLN
bt EF 114 GLN
5 EF 269 ASN
5 EF 331 ASN
5 EG 193 HIS
5 EG 305 ASN
5 EG 309 GLN
5 EG 321 ASN
5 EG 384 ASN
5 EG 393 GLN
5 EH 273 ASN
5 EI 67 ASN

Continued on next page...
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Mol | Chain | Res | Type
5 EI 178 ASN
5 EI 189 GLN
5 EI 212 HIS
5 EI 273 ASN
bt EI 302 ASN
5 EJ 21 ASN
5 EJ 267 GLN
5 EJ 273 ASN
5 EJ 351 ASN
5 EJ 396 ASN
5 EK 156 ASN
5 EK 189 GLN
5 EK 273 ASN
5 EK 328 GLN
5 EK 378 GLN
5 FA 267 GLN
5 FA 273 ASN
5 FA 280 GLN
5 FA 302 ASN
5 FA 357 ASN
5 FA 386 GLN
5 FB 10 ASN
5 FB 78 GLN
5 FB 128 GLN
5 FB 191 ASN
5 FB 193 HIS
5 FB 273 ASN
5 FB 328 GLN
5 FB 331 ASN
5 FC 212 HIS
5 FC 331 ASN
bt FD 21 ASN
5 FE 114 GLN
5 FE 128 GLN
5 FE 212 HIS
5 FF 22 ASN
5 FF 128 GLN
5 FF 191 ASN
5 FF 212 HIS
5 FF 232 ASN
5 FF 244 ASN
5 FF 294 ASN

Continued on next page...
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Mol | Chain | Res | Type
5 FF 313 GLN
5 FF 373 ASN
5 FG 67 ASN
5 FG 196 ASN
bt FG 331 ASN
5 FI 21 ASN
5 FI 25 ASN
5 FI 273 ASN
5 FI 309 GLN
5 FI 373 ASN
5 FI 378 GLN
5 FI 382 GLN
5 FJ 114 GLN
5 FJ 244 ASN
5 FJ 269 ASN
5 FJ 273 ASN
5 FJ 302 ASN
5 FK 25 ASN
5 FK 331 ASN
5 FK 396 ASN
5 FK 400 ASN
5 GA 4 GLN
5 GA 21 ASN
D GA 191 ASN
5 GA 294 ASN
5 GA 313 GLN
5 GA 331 ASN
5 GB 128 GLN
5 GB 191 ASN
5 GB 251 ASN
5 GB 268 GLN
) GB 302 ASN
5 GB 322 ASN
) GB 378 GLN
5 GB 382 GLN
) GC 191 ASN
) GC 205 ASN
5 GC 212 HIS
5 GC 269 ASN
) GC 384 ASN
5 GD 58 GLN
5 GD 106 ASN

Continued on next page...
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Mol | Chain | Res | Type
5 GD 128 GLN
5 GE 4 GLN
5 GE 111 GLN
5 GE 267 GLN
bt GE 280 GLN
5 GE 318 ASN
5 GF 15 ASN
5 GF 25 ASN
5 GF 205 ASN
5 GF 251 ASN
5 GF 384 ASN
5 GG 129 GLN
) GG 156 ASN
) GG 234 ASN
) GG 273 ASN
) GG 309 GLN
5 GH 15 ASN
5 GH 156 ASN
5 GH 191 ASN
5 GH 212 HIS
5 GH 244 ASN
5 GH 305 ASN
) GH 309 GLN
D GH 391 GLN
5 GI 191 ASN
5 GI 244 ASN
5 GI 273 ASN
) GI 378 GLN
) GJ 268 GLN
) GJ 328 GLN
) GJ 386 GLN
bt GK 279 ASN
5 GK 331 ASN
5 GK 400 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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

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#nonstandard_residues_and_ligands
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-63802. These allow visual inspection
of the internal detail of the map and identification of artifacts.

Images derived from a raw map, generated by summing the deposited half-maps, are presented

below the corresponding image components of the primary map to allow further visual inspection
and comparison with those of the primary map.

6.1 Orthogonal projections (i)

6.1.1 Primary map



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 300 Y Index: 300 Z Index: 300

6.2.2 Raw map

X Index: 300 Y Index: 300 Z Index: 300

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 314 Y Index: 318 Z Index: 374

6.3.2 Raw map

X Index: 313 Y Index: 319 Z Index: 325

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

6.4.2 Raw 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#orthogonal_glow_std
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6.5 Orthogonal surface views (i)

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.04.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.5.2 Raw map

These images show the 3D surface of the raw map. The raw map’s contour level was selected so
that its surface encloses the same volume as the primary map does at its recommended contour
level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
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6.6 Mask visualisation (i)

This section shows the 3D surface view of the primary map at 50% transparency overlaid with the
specified mask at 0% transparency

A mask typically either:
e Encompasses the whole structure

e Separates out a domain, a functional unit, a monomer or an area of interest from a larger
structure

6.6.1 emd 63802 msk 1.map (D



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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 0.04

Voxel count (logl0)

T T T
-0.4 0.2 0.0 0.2 0.4 0.6 0.8
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

120000 ~

100000 ~

80000 + — volume

Recommended contour
level 0.04
60000 S

Vvolume (nm?3)

40000 ~

20000 - \

\‘--__
T T T T I ] I
—0.4 -0.2 0.0 0.2 0.4 0.6 0.8
Contour level

The volume at the recommended contour level is 6548 nm?; this corresponds to an approximate
mass of 5915 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

5.0 A
2.5 1
0.0
S
D 55 —— Primary map RAPS
= Raw map RAPS
e Reported resolution
2 —5.01 T 3314
=
E
_?5 -
—10.0 4
—-12.5 4 .
T T

T T
0.0 0.1 0.2 0.3 0.4 0.5 0.6
Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.302 A1


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

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D

FSC

—— Author-provided FSC

Unmasked-calculated
FSC

-= 0143

== 05

— = Half-bit
Reported resolution
331 4=

Correlation

T T
0.0 0.1 0.2 0.3 0.4 0.5 0.6
Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.302 A1


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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8.2 Resolution estimates (i)

Resolution estimate (A)

Estimation criterion (FSC cut-off)

0.143 | 0.5 Half-bit
Reported by author 3.31 - -
Author-provided FSC curve | 3.31 | 3.79 3.37
Unmasked-calculated™ 4.26 | 7.37 4.37

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps. The
value from deposited half-maps intersecting FSC 0.143 CUT-OFF 4.26 differs from the reported

value 3.31 by more than 10 %


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

This section contains information regarding the fit between EMDB map EMD-63802 and PDB
model 9MCG. Per-residue inclusion information can be found in section 3 on page 11.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.04 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


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

1.0

0.0
M <0.0

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

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.04).


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

1.0
o
= 0.8
w
=
% —— Backbone atoms
n 0.6
£ All non-hydrogen
E atoms
g Recommended contour
o level 0.04
v 0.4
=
2
!
[}
o
E 0.2 1
0.0 . T T |

T T T
—-0.4 —0.2 0.0 0.2 0.4 0.6 0.8
Contour level

At the recommended contour level, 97% of all backbone atoms, 96% of all non-hydrogen atoms,
are inside the map.


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

The table lists the average atom inclusion at the recommended contour level (0.04) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.9610 . 0.4090
AA 0.7970 . 0.2160
AB 0.8240 . (0.2340
AC 0.7570 . 0.2210
AD 0.7860 . 0.2150
AE 0.8160 . 0.2240
BA 0.9550 . 0.2950
BB 0.9660 . 0.2760
BC 0.9710 . 0.3030
BD 0.9550 . 0.2710
BE 0.9790 . (0.3030
BF 0.9200 . (0.2590
BG 0.8630 . 0.2500
BH 0.9690 . 0.3040
BI 0.9660 . 0.3090
BJ 0.9000 . 0.2480
BK 0.9700 . 0.2710
BL w 0.6470 . 0.2070
CA 0.9580 . 0.3770
CB 0.9730 . (0.3870
cC 0.9790 . 0.3800
CD 0.9730 . 0.3480
CE 0.9760 - 0.3980
CF 0.9750 . 0.3570
CG 0.9590 . (0.3360
CH 0.9790 . 0.4160
CI 0.9800 . (0.4010
CJ 0.9740 . 0.3480
CK 0.9600 . 0.3440
DA 0.9580 . 0.4210
DB 0.9850 . 0.4810
DC 0.9870 . 0.4750
DD 0.9900 . 0.5140
DE 0.9850 . 0.4820
DF 0.9900 = 0.5030

Continued on next page...

1.0

0.0
M <0.0



Page 163

Full wwPDB EM Validation Report

EMD-63802, 9MCG
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Chain Atom inclusion Q-score
DG 0.9860 m 0.4640
DH 0.9940 B 0.5150
DI 0.9740 . 0.4480
DJ 0.9920 . 0.4960
DK 0.9760 . (0.4370
EA 0.9900  0.5080
EB 0.9940 m 0.5270
EC 0.9960 m 0.5350
ED 0.9910 s 0.5380
EE 0.9920 B 0.5310
EF 0.9930 B 0.5310
EG 0.9940 B 0.5250
EH 0.9940 B 0.5190
EI 0.9910  0.5230
EJ 0.9940  0.5260
EK 0.9910 B 0.5180
FA 0.9920 s 0.5320
FB 0.9890 B 0.5100
FC 0.9930  0.5260
FD 0.9840 . 0.4730
FE 0.9920 m 0.5150
FF 0.9840 m 0.4550
FG 0.9940 B 0.5120
FH 0.9880 . 0.4710
FI 0.9930 . 0.4970
FJ 0.9900 . 0.4750
FK 0.9940  0.5300
GA 0.9850  0.4950
GB 0.9750 . 0.4120
GC 0.9760 . 0.4370
GD 0.9530 . (0.3380
GE 0.9700 . (0.3870
GF 0.9580 . (0.3190
GG 0.9810 . 0.4040
GH 0.9790 . 0.3370
GI 0.9860 s 0.4060
GJ 0.9790 . 0.3630
GK 0.9850 . (0.4470
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