Unified Data Resource for 3DEM

Full wwPDB/EMDataBank EM Map/Model Validation
Report (i)

Jan 30, 2017 — 09:17 PM EST

PDBID : 5GOA
EMDB ID: : EMD-9529
Title : Cryo-EM structure of RyR2 in open state
Authors : Peng, W.; Wu, J.P.; Yan, N.
Deposited on :  2016-07-26
Resolution : 4.20 A(reported)

This is a Full wwPDB/EMDataBank EM Map/Model Validation Report
for a publicly released PDB/EMDB entry.

We welcome your comments at validation @mail. wwpdb.org
A user guide is available at
http://wwpdb.org/validation /2016 /EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

MolProbity : 4.02b-467

Mogul : unknown
Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)
Ideal geometry (proteins) : Engh & Huber (2001)

Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)
Validation Pipeline (wwPDB-VP) : rb-20028442


http://wwpdb.org/validation/2016/EMValidationReportHelp
http://wwpdb.org/validation/2016/EMValidationReportHelp
http://wwpdb.org/validation/2016/EMValidationReportHelp

Page 2

Full wwPDB/EMDataBank EM Map/Model Validation Report

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 4.20 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 N | .
Ramachandran outliers [N (j— 0.7%
Sidechain outliers N [— 1.6%

Worse

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Better

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 114402 924
Ramachandran outliers 111179 726
Sidechain outliers 111093 686

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the bar indicate the fraction of residues that contain outliers
for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction
of residues that are not modelled. The numeric value for each fraction is indicated below the
corresponding segment, with a dot representing fractions <=5%

Mol | Chain | Length Quality of chain
1 A 4968 54% 14% - 31%
1 B 4968 54% 14% - 31%
1 C 4968 54% 14% - 31%
1 D 4968 53% 14% . 31%

PROTEIN DATA BANK
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 105072 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 RyR2.

Mol | Chain | Residues Atoms AltConf | Trace
1 A 3423 ;3052; 16(7341 4411\;8 45?74 1?4 0 0
1 B 3423 56021;2; 16?41 4411\;8 45?74 1?4 0 0
1 ¢ 3423 ;3052; 16(7]41 4411\;8 45?74 124 0 0
1 b 3423 ;3052; 16?41 4411\;8 45?74 124 0 0

e Molecule 2 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf
5 B 1 Toltal Zln 0
5 A 1 Toltal Zln 0
5 D 1 Toltal Zln 0
5 . 1 Toltal Zln 0

WO RLDWIDE

PROTEIN DATA BANK
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31%

14%

54%

Full wwPDB/EMDataBank EM Map/Model Validation Report

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry. Residues are color-coded according to

the number of geometric quality criteria for which they contain at least one outlier: green = 0,
yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more consecutive residues without

any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.

3 Residue-property plots (i)

e Molecule 1: RyR2

Page 4
Chain A:

8N

9.4

LS

8GA

PPN

11T1

L0ocd
90CV

10271

96TA

)

T6TX
0614

881§

08Td

SLTA

TLTH
0LTS

SOTV

[4°19)

841D

08Th
6%TT

545!

8TTW
LTT1H
9T1S

€CTH
{444}

6TTI

LITH

OTTH

00€A
66CH

1

06cH
68CI

982H
§8TS

T8¢

v.LT1

clLcH

¥92D

CTOTR

09CA

8GTH
LGTYH

8%cd
LYCTA

EiZ4

£vca

8ETH

9€T1
gecH
veTT

82c1
LTTk

81¢Cs
L7121
912d

[A%4.)

00%a

L6ED

Y6EH
E£6EN

T6EV

684

69€D

$9eb
€9€I

9GER
feieohs
beeI

L¥€a
9%EN

£7eY

9zeSs

oced
61EX

LIEN

q1e1
v1e1

(4258

80€1

GOER
boex

TOEL

0%81T
Gesd
besr
€e91
TESS
TESN
0€81

{44}

0188

G081

6874

S8%Y

08%Y

SLPY

CTLYH

99%d

S9%d

Y9vH

6%%I

6EDN

€EPT

0EPI

9Cvd

0cTHY

G071

€0%1

TLOY

899N

TS9N

089N
6791

PALLS

7991

Tvoa

9€91

T€91

8TIN

9Z9Y

L1971

ST90

9094

P09H

8691

£6SH

1683

069)

6881

49839v

99971

991

6991

G991

Shay

S6.4S

TELA
T6LA

8.4

6L.L4

9.LLb

bLLd
€LLD

69.4
09.a
9G4S
SGLI
P9LA
6%L1

SYLN

6€.LY

LELI
9€.LD

62.LD

Lgld

TTL1
LA

6TLD
8TLA
LTLD

STLD
YILD
ETLH
(42
TT.3

60.LD
801D

S69A

6.L91

L1971

0T62

8161

7160

S06D

684

1884

998d

$98L

268)

i

L¥8L

£%83

1981

19019

6301D

CEO0TT

11014

600TY

066d

9861

086d

9L6k

ST6d

8110

8LTIN

YLTTH

CTLITL

0L11d

SOTTH

€9T1D

0911a

SYTIM
i423%

6ETTH

LETTA
9ETTY

€ETTYH
[433%)

8TTIT1

¥C11d

12119

[4331¢

¥0113

%6011

16013
0601V

L8071
980TY

Y0€TT

L

00ETH
v6TIN

98CTL

thﬁx
L9TTH
99¢Td

8GcTd

€48TTA
[414 5

0GTTH
6%CTH
1
SvTTY
vvTIN
1
[ViZ44
1
9ETTR
1
TETTT

8TTTL

61CTY
1

L0211

9021S
1

€6TTY

067711

8811S

98118

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

ZPDE
e

W


http://wwpdb.org/validation/2016/EMValidationReportHelp#residue_plots

5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 5

| 6T9TA LTLTA 9£8TN TE6TQ 1 { 1982)
8T9TT 92LTL 9€8TH [ ] 99221 []
LT9TH [ | $E8Td LT6TA | gggey pEgTd £%82H
TEPTL [ | 6TLTT £€8TI 926711 %9221 [ |
£1918 [ | [ | [ | 6182V
075TA | gieTs 9TLTL 12871 G06T1T 6.92d
| 60810 T19TI [ | 0281d | %06TY 6£%21 8.9zd
80919 079TY TTLTT [ | £06TA | gheea | 8EHTS [ |
| 609TS [ | 91874 [ | | lever 82521 899zd
809TA L0LTI [ | 66811 | oveed | 9E%TA [ |
L09Ta 90471 018TA [ ] £z qgven 12921
909TA | 76811 | zEiev | ozezk
Q09T £0LTA 12121 6192
| |
209Th 66974 108TH
09T | | oosTh
009Td 969Td 66LTA
| 66STH | |
869TYH 2691 06LT3 18021
| | Te9m | {
€69TH 06912 L8LTT
[ | 68911 [ | 12023
06974 [ | 6LLTS
| 68aTh 18970 8LLTL
88HTA 88GTA [ ] a6¥ed
L8STH TLITA [ |
98911 [ | 262D gz9zd
| g8gT¥ 699TN I [ | $6.L28
$89Td [ | 109zd [ |
[ | $99TA 68421 9LL21 066zd
08411 1881h [ | [ |
[ ] 084Td LG9TL 9022y £L.24
9LBTA 6L9TA [ | | gozzd [ |
QLB [ ] $99TH %9LTS %0zTd 2052V 0LLza
| 04811 [ esora | | eolrd | |
0L71D 299 T9LTh T082a 96521 ThLTH
19971 TOLTH 1 8652d [ |
[ | 0974 06€TH [PZ4 [ | 8.2

L¥9Th

[ | 16524 LELTH
69%2i [ | 9820
[ | 1852h [ |
39%2H [ | £2.LTN
£892d

8SLTH
SPITL
P91 98.LTS
£%9TH SGLTL
THIT1

£9%¢d
€8.T71
0%91a [4:VA%)

LEITYH
9E9TN
QE9TH

6%%1a 7062A

€LTCTH

e = -
|
- 4444_447 - -
G 1 | &
| | 1 :
| | 8ELTT | . :
} ] { | | | serea | : |

10629
89920 [ |
L6821

iaat
faaat) 2€971
SHSTY [ |

ThPIM PPeTd 62915

99121

€9TCH S98TY

.88TYH

T¥STd 9291l 6ELTd 6%12a

7882V

€CSTN [44°)%} LELTL Vi A%4cs 89T
L9813 8€6TD 6€1CH 19821

02Z9Th yocgea

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O
PROTEIN DATA BANK

SPDE
e

W



5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 6

v01€d

S99e1

ST9ER

Y19€Y

€GLED

TG.Led

8¥LES

ThLET

O%LEN

LELEY

SELEY

EELEH

TeLEd
0ELEY
62TLED

9TLET

669€S

889¢€1

LL9€7T

vL9€Y

+

999€T

pg8eda

068€D

T¥8ed
0%8e1

£€8€d

E€18EN

S08€d

208€S

008€S

L6LET

v6LET

T6.€4
06.Led

€8.LEM

T8LER

6LLET
0LLED
69.ED

L9LE7T

09.4€1

GGLEN

TL6€3
896€1
S96€h
6G6€T
SG6EN
¢66€d
8%6€4

T¥6€T
0v6€Y

9E6ET

£E6€D
CTEGEN

9T6€l
ST6ET

TTEEL
TT6ET

616EN

LT6EA

YI6EY
T16€I
0T6EY

F

906€EN

$06€h

668€1

968€M

T68EM

T88EA

6.8€71
8.8€X

S.8€L

898€X

L80%Y4

S80%A

8L0%L

7L07Q

cLO%E
TLOYY
]
890%1
L90%1
|
£90%3
]
090%L
]
9S0%H
]
S0PV

8%0%a

9Y0%d
SY0%S

9E0%A

CEOPL

0€0%S

TTO%'T

0ZO%IW

81074
L10%4

ST0%1
Y1071

T10%A

c00%a

T66EA

£86€T
CT86EN

086€A

SL6ET

L0THI
002%a
96T%0

S6Tvd
Y610

CTETHN
T6TPA

88T%d

L

78PN

6LTHN

PLTPI

TLTPY
0LTHY

¥9T¥d
£9THY

84TV

€4TPI

0GTPR

6ETHI
8ETHA

9ETHY

0E€THd

[44 574}

L1750

PITPL

COTHT

060%3

EMDataBank

O

R LDWIDE

PROTEIN DATA BANK

W



5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 7

6T5%1
8T9%1

STSPN
YI8vI

TIS%V

80871

0%9%S

TEOTM

629%D

hude
oumdm
LT9%A
919%1
ST9%D

219%3

0T9%)

809%V

£09%Y

S69PY

+

08SYH

e

LYLYI

0vLvd
6ELYA

SELVA

E€ELYD
CTELY'T

o

9TLYA

899%S

999%a

76874

67871

T¥8%3

6€87H

SE€8Yd

TE/YI

828Y1

L28%D
928%D

veevy
£C87Y

T28%D

8T8YNH
LT8VH

0T8%NH
L08%D
v08%a
008%D
96.L%4
VATA2S
T6L%4
06.74
68.L74
v8.LvA
€8.L71
08.74
YLLYT
0LLYT
L9.%0

891

GSLPY
$9LPT

896%0

€664

06671

8v6%Y
SY6%A
[4454.)

T¥67A
07674

8E6%E
Le6BY

TE67E

62674

+

61671

L16%Y

ST6%N
Y16VH

606%H

L06%3

7067H

86871

S68%D

268%0
T168%I

888%M
S.8%Y4
T.8%4
998%1

S98%D
79870

9G68%A
va8vd
€684

RyR2

e Molecule 1

31%

14%

54%

Chain B

w8l

9.4

LS

8GA

691

PN

9€D
S€T

zeh

P11

T1¢1

L0cd

COCH
10271

96TA

T611

0614

881§

081a

SLTA

L7AX:S
0LTS

SOTV

[4°99

841D

087Th
6511

EY11

LETH
8TTW
LT1d
9T1s

€TTH
{444}

6111

L1TH

OTTH

00€A

062Y
68CI

982D
48tS

T8cH

LT

(k4

$92H

T9TA

092A

892H
L824

8¥%cd
L¥TA

44!

£¥cH

8ETH

9€T1
SecH
vETT

8¢T1
LTTA

81¢S
L12I
912d

(414,

£€0%1

00%a

L6ED

Y6€H
E£6EN

T6EY

684

9Tes

oced
61EX

LIEN

gq1e1
71€1

ciey
80€1

GOER

TLST
9991
991
6981
G991
el
fetoleics
YESR
€€8T
TESS
TEAN
0€91

(44

018S
90871
98%Y
08%Y
SLvYM
CTLYH

S9%d
Y9%H

6971

6EVY
€€V
0THY

S0%'T

9891

691

L1971
9.93

TLOY

899N

TS9N

099N
6791

PALLS

¥991

9

9€971

T€91

8TON

9T9Y

L1971

ST90

9094

Y09H

8641

£69H

7693
069X
6891

eiciel )

9LSH

T084
T08Y¥
008A
S6.4S

T6LA
T6LA

c8.Ld

6LL4

9.Lb

YLLd
€LLD

69.4
09.La
984S
SGLI
PSLA
6%.L1

SYLN

6E€LY

+

LELI
9€.LD

6CTLD

LTL4

TTLT
12La

6TLD
8TLA
LTLD

STLD
YTLD
ETLM
(49
TTL3

604D
804D
L0Ld
904K

S69A

i

9G8A

981
€884

£%83

TT8d

e

818D

%081
€081

19019

6S07D

T107¥

6007Y

066d

9861

086d

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 8

€0CTd

€6TTY

067711

88118

98118
g9811a
¥811Q
8LTIN

YLITH

CTLITL

04172

SOTTH

€9T11D

0911a

9GTTM

SHTTM
YPITY

LETTA
9ETTY

EETTYH
CETTH

8CT11

¥211d

12119

€ITTH

vo11a

¥60TA

16014

Y0ETT

|

Y6TIN

TLTid

L9TTH
99¢1d

8GCT4

€9TTY
TSTTS

0SGTTM
6%CTH

SheTH
PPCIN

[ViZ44 )

9E€TTA

€2TTL

(4414
61CTY

60CTA

L0211
902TS

TYPIN

CEPTI

7Pa14d

TPG1d

0TSGTA

88%TA

SLPTH

0L%TD

67%1a

SYPIM
4447

TEOTI

629715

929Th

22911

L

0Z9Th

819711
LT9TH

€1973

T19T1
01974

809TA
L091a
909TA
momﬁz
T09Th
TO9TN
0091d

869TY

€69TH

06974

$SSTh

6ELTA
8ELTT
LELTL

LTLTA

9TLTI

6TLTT

9TLTL

TILTT

LOLTI
90471

€0LTX

669TH

S69Td

T69TA

06913
689TI

T89Td

TLOTA

699TN

799TA

LS9TL

$99TH

TGoTH
TS9T1

L%9Th

SPITL
YPOTT
£%913
P91

0%9t1a

LEOTYH
9E9TN
SE9TH

L%8TH
9E8TN
SESTH
YEQTA
€E€8TI

12811
028T1d

91814

0T8TA

10873

66.LTA

06.LTY

L8LTT

6LLTS
8LLTA

$9LTS

T9LTh

09.74

8G.LTY

9GLTS
GGLTL

€GLT1
TGLTD

86Tl

€610

LTETA
9T6TI

S06T1

€06TA

66811

76871

ELITH

99121

€9TCH

EYTICH

0123
6€1CH

E€ETTA
0€72T
9g12h
12121

6072I

18021
080ca

LL0cTE
9,021

L

T.L02Y

892TH

v9cca

982T1

¥9ce1
€gzed

15744

19221

6E€TTL

9gees

(4444

£1TTA

902TH

¥0cea

[4:154’)

SLITA

62€Td

9TETI

voecH

10€2a

6€%CI
8E€%TS

9EVTA

vevel

4

96€TT

T2STT

9.%TA
S.%cH

69%CH

S9%CH

£9%2d

6.92d

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 9

88TV

698CH

79821

LG8TY

£¥b8ca

v6.LTH

9LLTI

€LLTH

0LLT3

[427%4,)

8ELTT

LELTA
9€.LTa

v06TA

T062H
0062N

16821

1882

S%9€1
mmmmw
719¢€Y
0662d
v01€d

TS.ed

8v.LES

ThLET

0vLEW

LELEV

SELEY

EELEH

TELEY
0ELEY
mwmma
wmmmq
cTLeEN

8T.LeN

L
3

969€W

069€W

889€T

LLOET

v.L9€Y

+

S99€T

898EX
va8ed
088€D

9%8€1

T¥8€4d

ET18EN

S08€d

T08ES

L6LET

Y6LET

06.Led

£8.LEN

T8LEX

m:-.mq
0LLED
69.€D
89.LgN
L9.€1

SGLEW

T86EN

SL6€T

TL6ER

896€1

596€b

cg6ed

8¥6€4

TV6ET
0v6eY

9€6€1

£€6€l
ze6EN

9z6€el
ST6EL

CTEEL
TC6ET

6T6EN

LT6EA

PT6EV

TT6€EI
0T6EY

906N

706D

668€1

968

T68EH

T88EA

6.8€T
8L8ER

SL8EL

(49574

LTT%0

PITPL

20T

06073

L80%Y

S80%A

8L0%L

vL0%a

TLOYE

TLOYY

890%1
L90%1

£90%3

19070
090%L

9G0YH

¥30%a

(414

970%Y
SY0¥S

2EOPL

0€0%S

[4494)

0Z0%H

810%4
L10%4

ST0%1
PT07I

TT0%A

200%a

T66EA

L0TYI

00T%=

96T%a
S6TvH
Y61%0

TETHN
T6THA

68T1%1
881%d

98THA

215728

14354

6LTPN

+

TLTPY
0LTHY

¥9Tvd
€9THA

8GTHY

€4T¥1

0GTHA

6ETVI
8ETVH

+

0E€THd

EMDataBank

O

R LDWIDE

PROTEIN DATA BANK

W



5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 10

6TS%1
8TS¥1

STSPN
PISPI

TISPY

805%1

CTOSPN

96%vd

£6%%'1

S99%a

0S9%A

8Y9%Y

9v9vM

E£99TN

0%9%S

TEOTM

62979

LTOVI
0Z9%H
LT9%R
91991
ST9%D

219%3

0T9%X
60974
809%Y
£09%Y

968YY

08S¥H

69SYH

PLLYT
|
0LLYT
|
L9.L%D
|
8G.LY1T
LGLYI

SG.LPY

TALYY

LYLYI

0%Lvd
6ELYA

SELVA

EELYD
CTELYT

9TLYA

LY

60.L7M

€0.%a

899%S

S98%D

ba8hd
€98%4

T98%4

67871

+

T¥8%a

6€87H

SE8Yd

TEBYI

8T8YI

LT8%D
928%D

veevy
€28
2T8vA
T28%H

818V
L18VH

0T8%NH

L08%D

S08YNH
v0o8va

008%D

L6LYS
96.L%4

LTA2S
T6.%4
06.74
68.L74
78.LvA
€8.L7L

08.%1

896%0

SY6%R

TY6TM
TP67A
07671

14%

8€6%d
LE6%D

1€6%E

62673

+

61671

L16%V

ST6VN
Y16%H

606%H

L06%3

Y067H

86874

S68%D

2°68%0
168%1

888%Y4

S.8%4

TL8%4

998%1

RyR2

e Molecule 1

31%

54%

Chain C

8N

9.4

8GA

671

PN

9€D
SET

[4:0}

STl

€2h

0ZA

9TL

P11

L12I
91¢d

[414;)
7121

L024
902y

T0T1

961X

)

T6TA
0674

8818

081a

SLTA

TL1E
0418

S91V

2oTI

8810

0STh
6711

€711

8CTTH
LT1D
9C18

€CTH
[441s

6171

OTTH

STe1
1€

(43558

S0EX

00€A

¥9TH

T9TR

09ZA

8GcH
LGTH

8¥%cd

SvT1

£vcH

8ECTH

9€TT
gg€Ty
veTT

8¢T1
LTtk

812s

6EVY

€€V

0ZTHY

LO%YH

S0%1

€0%1

00%a

L6€D

P6€H
E6EN

T6EY

68€Y

69€D

$9eb
€9€I

99€X
ageN
YGEl

L¥EQ
9%EA

£veY

0zed
61€Y

LTEW

£6SH

1693

069X

6891

kel )

9LSH

TLST

99971

2991

6441

9991

et

fepoteicd
PESL

TESS
TESN

[44°))

018S

G091

88%1

S8%Y

08%Y4

LLBN

€L%3
CTLYH

6771

STLD
PTLD
ETLM
TTLE
TTLE

604D
804D

S69A

L}

6L9A

L1971
9L93

TLOY

839N

{4217}

099N
6791

VAL S

991

9a

9€91

1€91

82N

L1971

ST90

9094

%09H

8691

TT80

-

818D

7181

%081
€081
2084

008A

S64S

TE6LA
T6LA

28.L4
6.4
9.LLh
€LL0
69.4
09.a
984S
SGLI
PSLA
6%.1
SPLN

6€.4

LELI
9€.LD

621D

Lgld

(4N
12.Ld

6TLD
8TLA
LTLD

9L6X

¥s6a

S26d

0z6d

R LDWIDE

8167

7160

S06D

L6831

9984

P98l
£68d

L%8L

£%84

TH8)

684
8€8Y

Te8T

878d
281

w_ 0

erbDeBe

PROTEIN DATA BANK




5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 11

76071

16013

L80TI

19019

m¢“ﬂ=
PPTIN
[iZ42
9ETTA
2ETTT
82TTL

61CTY

L0211
90218

€0TTd
€6TTY

067711

88115

98118

¥811Q

8LTIN

YLTTH

TLITL

04172

SOTTH

€971D

0911a

SHTTM
4411

8ETTA
LETTA
9ETTY

€ETTY
2eTTH

8CTT1

¥211d

1211

vo11H

69%11
mmm«h
mv“ﬂn
SYPIM
aadr]
[4441:)
TY7IA

YOETT CTEPTI

{ TevTY

Y6TIN

98CTL

LOTTH
99zTH

89CTd

€GTTY
2GTTS

0GTTM
6%CTH

98T

9%GTh

7Pa14d

TPS1d

€TSTN

TIGTA
0TSTA

808TD

G081

88%TA
L8YTH

08%TI

9L%TA
SLPTH

0L%1D

L¥9Th

SPOTL
PP9T1
£¥9TH
ZH9T1

o¢mﬂn
LEITYH
9EITN
SE€9TH

CTEJTI

62918

9291l

[44°) %)

0Z9Th

L

81911
LT9TM

€1973

TI9TI
019TY

809TA
L09Ta
909TA
mcmﬂx
TO9Th
TO9TN
0097d

86STYH

€69TH

06974

889TA
LB8STH
988TT

$84Td
18970
08STd
6LSTA

0LST1T

TILTD

09474

8GLTY

GSLTL

€GLT1T
TGLTD

6ELTA
8ELTT
LELTL

LTLTA
9TLTI

6TLTT

9TLIL

TILT1

LOLTI
90471

€0LTX

669TY

S69Td

T69TH

06913
689TI

1891d

TLITA

79974

LS9TL

$99TH

TS9TH
TG9T1

L8113
9E8TN
SEBTH
vE8TA
€€8TI

12811
0281d

918174

0T8TA

10813

66LTA

06.LT4

L8111

6LLTS
8LLTA

Y9LTS

79618

Tv6TH

8€6TD

T€610a

LTETA
9T6TI

S06T1
Y0611
€06TA
66811

76811

SLTCTA

E€LTCTH

99121

€9TCH

EPICH

012E
6€1CH

€ETTA
0€1271
gzteh
12121

607CI

18021
owmum
LL0ta
9,021

L

TL0CY

96221

15744

192T1

6€£TTL

9gees

£12TA

90TTY

¥0TT4

1 £89¢d
39%2H

899¢a

6EVTI 8TSTT
8E4TS [ |
| uever €282
9EvTA | zeed
12821
0TSTA

9THTS

g6%cd

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 12

8.92d

869¢d

T65CH

L8szh

v06TA
|
T062H
0062N
|
16821
|
16820
|
.,88cH

88Ty

698CH

|
79821

|
LS8TY

|
£v8cH

618CY

96.2D

v6LcH

9L.T1

mhmmz
0LLzH
N¢mN=
8ELTT
LELTY
9€.LTa

€TLTN

ommum _

v0Ted

-

S99€T

S79€T

ST9ER

719gY

£8.LEY

T8LER

6LLET

0LLED
69.€D

L9L€T

SGLEN

T19LEH

8YLES

TYLET

+

07LEW

LELEV

SELEY

EELEH

TELEY
0ELEY
6z.Led

9TLET

969€EN

069€W

889€1

LL9€7T

vLogyd

T68EH

T88EA

6.8€T1
8L8ER

SL8EL

8G8EX

¥98EQ

098€D

£€8€d

£18EN

S08€Q

C08ES
008€S
L6LET
P6LET

T6LE4
06.ed

TT0%A

%0071

200%a

T66EA

£86€T
CT86EN

SL6€T

TL6€F

896€1

G96€l

696€T

SG6EN

cg6ed

8¥6€4d

TV6ET
0v6€Y

9€6€T

£€6€0
TE6EN

9268l
ST6ET

2T6EL
TC6ET
0Z6EL
6T6EN

LT6EA

YI6EY

TT6€1
0T6EV

F

906€EN

06l

668€1

0ST%A

6€TVI
8ETHH

+

0E€THd

TPl

PITPL

2OoTH'1

06072

L80%Y

S80%A

8L0%L

v.,0%Q

TLOYE
TLOYY
1
89071
L90%1
1
£90%2
1
090%L
1
9S0%H
1
414
1
9Y0%A
SY0¥S
1

CEOPL

0€0%S

2201

0ZO¥H

8T0%4
LT0%4

STOP1
Y10%1

LOTYI
00cva
961%a

S61vE
Y6170

TETYN
T6T%A

88T%H

|

2152

6LTPN

YLIVI

F

0LTHY

891%H

Y9T¥d
€9TPY

TOTPM

8GTHY

€4T¥I

R LDWIDE

EMDataBank

O
PROTEIN DATA BANK

SPDE
e

W



5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 13

61891
818%1

STGPN
PI891

TISPY

80S%1

20ShN

899%S

S99%a

099%A

8Y9%Y

9P9PH

£P9PN

=
L

0%9%S

TEOTH

629%D

LT9%1
029%3
LT9%R
91991
ST9%D

C19%2

0T9%Y
60974
8097V
£09%Y

S6S%N

08S¥H

69SYH

008%D

LB6LYS
96.L%Y

Y6.LYR

T6.L%4
06.%4
68.L%4

¥8LYA
£8L%1

08.L%X

YLLYT

0LLYT

L9.%0

8GLY1T

YS9LYT

|

LYLYI

0%Lvd
6€LY4

SELVR

EELYD
TELYT

F

9TLYR

1LY

60L%HM

L0672

Y06%H

86871

S68%D

26870
T68%1

8887
S.8%Y
TL8%4
998%1

S98%D
79870

T98%Y

998%A
984
£398%4

T98%4

6%8%1

+

T8%a

6€8%H
S€8%d
CTEBYI

8T8YI
LT8%D

0T8%H

L08%D

S08YNH
v08%a

€46%d

0G6%M

8Y6%Y

SY6¥A

F

Tv6%A
0%6%1

8E6VH
LE6%D

T€6%d

626%)

+

61674

LT6TY

ST6VN
Y16VH

0T6%L
606%H

RyR2

e Molecule 1

31%

14%

53%

Chain D

8N
9.4
89A
6%1
PN
9€0
Q€1

YEA

zed

91¢d

CTICTH
121

L02d
902V

T0ZT

96TA

3

T6TL
0674

881S

081a

SLTA

TLTE
0118

S9TV

[419)

8410

0STh
2%

€711

8TTH
LTTH
9T1S

€CTH
[£41S

6771

OTTH

cred
S0EX
TOEL

00€A
66CH

1

06cH
6821

98¢H
§8cs

182H

¥LTT

%92D

CT9TR

09ZA

86z
PA(4:S

8¥ed

S%TT

£¥ca

8ETH

9€TT
SecH
¥eTT

82T
LTTk

81CS
L7121

0E¥YI

oTvd

0Z%Y

S0%1

€0%1

00%a

L6ED

Y6€H
E£6EN

T6EY

68€Y

69€D

9el
€9€I

9G€X
ggen
Pse1

L¥€d
9YEA

£YeY

ozed
6TEN

LTEW

STe1
v1e1

TLST

9991

2991

6GSI

9691

et

SE9H

€€91

TESS

TESN

0€9T

[44°4 )

016S

S081

88%1

S8%H

08%Y4

LLBN

SLPA

e€L%d
CTLYH

99%d
S9%d

6971

6EWH

€EPT

6L9A

L1971
9,93

TLOY

899N

TG9A

0G9N
6791

L994
9%9L

¥991

%90

9€91

1€971

8T9N

9z9d

L1917

S190

9094

Y09H

8641

£6GH

1694
0694
6851
989V

9.LSH

7081
€081
2084
008A
S6.LS

T6LA
T6LA

8.L4
6LL4
9.Lh
€LLD
69.4
09.a
9G.LS
GGLI
$9LA
6%L1
SPLN

6.4

LELT
9€.LD

6TLD

LTL4

2qTL1
2.0

6TLD
8TLA
LTLD

STLD
BILD
ETLM

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O

PROTEIN DATA BANK

W



5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 14

0S6A

ST6d

0Z63

8161

160

G069

L6831

Y681

T4e8d

6780

L%8L

vh8Y
£¥84

T98%

6€84
8€8Y

2€8T

8¢8d
LT81

Tc8d

o

818D

T9019H

6G0TD

9861

086d

9L6%

88115

98118

¥811a

8LTIN

YLITH

TLITL

0L11d

SOTTH

€9T1D

0971a

9SGTTM

SPTTIM
4441

LETTA
9ETTY

€ETTY
ceTTH

82111

¥C11d

11433

ETTIN
[a331d

vo11H

Y6071

16018

00ETH

Y6TIN

L9TTH
99¢1d

8GTTd

€46TTY
TSTTS

0STTM
6%CTH

ShTTH
vhTIN

[ViZ43 )

9ETTA

61CTY

60CTA

L0211
90TTS

€0TTd

€6TTY

06711

TISTA

0TSTA

80S8TH

90873

08%TI

9LPTA
SLPTH

0L%TD

6%%1a

SYHIM
aadr]

[4441:)

P197Y
€1972

71911
0T9T¥

809TA
L0910
909TA
mom«x
209Th
TO9TN
0091d

864TYH

€6STH

065174

889TA
L8STH
98811

¥891d

18570
0891d

6.LGTA

SGLSTH

0.8TT1

7Pa14d

T9S1d

€TSIN
TSIy

TILTT

LOLTI
90471

€0LTX

669TH

S969Td

T69TH

06973
689TI

78910

T891a

TLOTA

699TN

$99TA

LG9TL

YG9TH

Te9TH
T99T1

L%9Th

SPOTL
PPoT1
£¥9TH
ZH9T1

0%91a
LESTYH
9EITN
SE9TH
CTEITI
62918

929Th

[44°) 3}

0Z9Th

81971
LT9TM

0C8Td

91874

078TA

10873

66.LTA

06.LTY

L8LTT

6LLTS
8LLTA

Y9LTS

T9LTh

09.74

8G.LTY

9GLTS
GSLTL

€GLT1
TGLTD

L

LTLTA
9TLTI

6TLTT

9TLTL

€06TA
668711

76811

h*“aﬁ
9E8TN
SE8TH
vE8TA
€€8TI

12811

8€6TD

T€610Q

LTETA
9T6TI

S06T1

EETTA

0€TTT

9212l

12121

6012I

18021

L

LL0zTE
9,021

|

TL0TY

£¥CTA

19221

6ETTL

9TTTs

(4444

£1TTH

902TH

¥0cea
€0TTA

[4:154’)

SLICTA

E€LICTH

99121

€9TCH

154141

0v1cE
6€1CH

6v€TH

62€Td

9TETI

voecH

10€2a

£6ccd

89zt
vocca
982T1

$92T1
€qeed

8EVTS

9EVTA
SEVTH

(435444

9T¥Ts

61%cH

itiz4)

96€TT

06ETH

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




5GOA

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 15

€T9TL

12821
0TSTh

S.%cH

v6.LTH

9LLTI

€LLTH

0LL23

[47%4))

8ELTT

LELTH

9€LTa

€gleN

6.92d
8.92d

8992d

v062A

T062D

168271

.88cH

698CH

19821

16824

£¥8cH

618CY

0662d

v0T€d

SELEY

EELEH

TELEY
0ELEY
mﬂmma
mummq
cTLEN

8TLEN

LL9ET

vLoed

S99¢€71

S99e1

S08€d

208ES

L6LET

¥6LET

T16L€4

£8.LEY

T8LER

6L.LET

0LLED
69.ED

L1917

SGLEN
¥9LEd

16.€3

8YLES

ThLET

0PLEN

LELEY

SG6EN

T96€d

8v6ed

TV6ET
ov6eY

9€6€T

££6€d
CTEBEN

9z6ed

TT6ET

0Z6EL
6T6EN

LT6EA

Y16EV

TT6€EI
0T6EY

F

968€Y

T68EM

T88EA

6.8€1
8L8EX

SL8€L

8G8EX

v98ed

088D

£€8ed

S80%A

8L0%L

v.,0%a

TLO0YE
ﬂhm¢<
890%1
L90%1

£90%3

090%L

9G0YH

TSOPY

9%0%Y
SY0¥S

ZEOPL

R LDWIDE

0€0%S

2T0%'1

0Z0%H

810%d
L10%d

ST0%1
P10%I

TT0%A

70091

200%a

T66EA

£86€T
CT86EN

GL6€T1
TL6ER
896€1
S96€h

6G6€1

EMDataBank

O
PROTEIN DATA BANK

SPDE
e

W



Full wwPDB/EMDataBank EM Map/Model Validation Report 5GOA

Page 16

00T¥H

961%a
S61vH
Y61%0

TETHN
T6THA

881%d

98THY

2152

8T¥D

6LT¥N

YLIVI

F

0LTHY

Y91¥d
€9TPN

8GTHY

€4TVI

0ST¥A

6ETVI
8ETVH

9ETHY

0E€THd

cTIP1

LTTHD

PITPL

(4054

06072

L80%Y

L0TYI

613%1
8T8%1

STSPN
PI8PI

TISHY

808%1

v0SPY

008%d

LTOVI
0covH
LT9%X
91991
ST9%D

1973

01994
60974
8097V

07Lvd
6EL%4

SELVR

€ELYD

F

67871

T98YE

6€8%3

S€8%d

TEBYI

8T8Y1

L28%H
928%H

+

i74:i4
£T8%Y
TT8YA
128%D

i

LI8YH

0T8%IW

L08%0

708%Q

008%D

96.L%)

CVADS

T6L7Y

06.%4

68.L%4

78.LYA

8GLYT
LSLYI

PSLY1

TGLYYN

LYLYI

87674
SY6%R
45

670
076%1

8€6%d
L6790

1€67E

62671

12674

61671

L16%Y

ST6VN
Y167H

606%H

L06%3

Y06%H

868%L

S68%D

T68%0
16871

8887

S.8%Y

T.8%4

998%1
S98%D

LG8YA

9G8YA
v98vd
£468%4

19874

€964

0G67M

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



Page 17 Full wwPDB/EMDataBank EM Map/Model Validation Report 5GOA

4 Experimental information (i)

Property Value Source

Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used 133196 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method Not provided Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) Not provided Depositor
Minimum defocus (nm) Not provided Depositor
Maximum defocus (nm) Not provided Depositor
Magnification Not provided Depositor
Image detector Not provided Depositor

PR

PROTEIN DATA BANK
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5 Model quality (i)

5.1 Standard geometry (i)

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

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

Bond lengths Bond angles
RMSZ #|Z| >2 RMSZ #|Z] >2
1 A 1.09 70/26752 (0.3%) 1.00 96,/36151 (0.3%)
1 B 1.09 66,/26752 (0.2%) 1.00 95/36151 (0.3%)
1 C 1.08 67/26752 (0.3%) 1.00 95/36151 (0.3%)
1 D 1.09 67/26752 (0.3%) 1.00 99/36151 (0.3%)
All All 1.08 | 270/107008 (0.3%) | 1.00 | 385/144604 (0.3%)

Mol | Chain

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 23
1 B 0 23
1 C 0 24
1 D 0 23
All All 0 93

All (270) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 B 3700 | CYS CB-5G 13.49 2.05 1.82
1 D 3700 | CYS CB-SG 13.43 2.05 1.82
1 A 3700 | CYS CB-SG 13.37 2.04 1.82
1 C 3700 | CYS CB-SG 13.08 2.04 1.82
1 B 3878 | TYR | CG-CD1 | -12.72 1.22 1.39
1 C 3878 | TYR | CG-CD1 | -12.50 1.22 1.39
1 A 3878 | TYR | CG-CD1 | -12.34 1.23 1.39
1 D 3878 | TYR | CG-CD1 | -12.33 1.23 1.39
1 C 4849 | ILE C-0O 10.92 1.44 1.23
1 A 4849 | ILE C-0O 10.87 1.44 1.23

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

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 D 4849 | ILE C-O 10.86 1.44 1.23
1 B 4849 | ILE C-O 10.81 1.43 1.23
1 B 4646 | TRP | CZ3-CH2 | 9.99 1.56 1.40
1 A 4646 | TRP | CZ3-CH2 | 9.96 1.55 1.40
1 C 4646 | TRP | CZ3-CH2 | 9.86 1.55 1.40
1 D 4646 | TRP | CZ3-CH2 | 9.54 1.55 1.40
1 A 4940 | TYR | CE1-CZ | -9.18 1.26 1.38
1 B 4940 | TYR | CE1-CZ | -8.95 1.26 1.38
1 D 4940 | TYR | CE1-CZ | -8.94 1.26 1.38
1 C 4940 | TYR | CE1-CZ | -8.90 1.26 1.38
1 B 4953 | PHE | CG-CD1 | -8.71 1.25 1.38
1 A 4940 | TYR | CG-CD2 | -8.64 1.27 1.39
1 C 4940 | TYR | CG-CD2 | -8.63 1.27 1.39
1 A 4953 | PHE | CG-CD1 | -8.52 1.25 1.38
1 D 4940 | TYR | CG-CD2 | -8.52 1.28 1.39
1 B 4940 | TYR | CG-CD2 | -8.47 1.28 1.39
1 D 4919 | TYR | CE1-CZ | -8.46 1.27 1.38
1 C 4919 | TYR | CE1-CZ | -8.33 1.27 1.38
1 C 4953 | PHE | CG-CD1 | -8.32 1.26 1.38
1 D 4953 | PHE | CG-CD1 | -8.31 1.26 1.38
1 B 3858 | TYR | CG-CD2 | -8.30 1.28 1.39
1 D 887 | GLU CG-CD 8.25 1.64 1.51
1 C 3878 | TYR | CE2-CZ | -8.15 1.27 1.38
1 A 3858 | TYR | CG-CD2 | -8.03 1.28 1.39
1 B 3878 | TYR | CE2-CZ | -7.99 1.28 1.38
1 D 3858 | TYR | CG-CD2 | -7.95 1.28 1.39
1 D 4818 | MET CG-SD 7.94 2.01 1.81
1 A 3878 | TYR | CE2-CZ | -7.93 1.28 1.38
1 D 3878 | TYR | CE2-CZ | -7.90 1.28 1.38
1 C 3858 | TYR | CG-CD2 | -7.88 1.28 1.39
1 B 4646 | TRP | CG-CD1 | -7.88 1.25 1.36
1 A 4646 | TRP | CG-CD1 | -7.86 1.25 1.36
1 C 4818 | MET CG-SD 7.83 2.01 1.81
1 A 4818 | MET CG-SD 7.68 2.01 1.81
1 A 887 | GLU | CG-CD 7.60 1.63 1.51
1 D 4646 | TRP | CG-CD1 | -7.55 1.26 1.36
1 B 4953 | PHE | CG-CD2 | -7.52 1.27 1.38
1 A 3699 | SER CB-OG | -7.51 1.32 1.42
1 B 3699 | SER CB-OG | -7.51 1.32 1.42
1 C 4646 | TRP | CG-CD1 | -7.51 1.26 1.36
1 A 4612 | GLU | CD-OE2 7.50 1.33 1.25
1 B 4818 | MET CG-SD 7.50 2.00 1.81
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 A 4919 | TYR | CE1-CZ | -7.48 1.28 1.38
1 B 4919 | TYR | CE1-CZ | -7.44 1.28 1.38
1 A 4953 | PHE | CG-CD2 | -7.43 1.27 1.38
1 C 4953 | PHE | CG-CD2 | -7.41 1.27 1.38
1 C 4853 | PHE | CD1-CEl | 7.36 1.53 1.39
1 D 3699 | SER CB-OG | -7.36 1.32 1.42
1 D 4953 | PHE | CG-CD2 | -7.32 1.27 1.38
1 C 4612 | GLU | CD-OE2 7.31 1.33 1.25
1 C 3699 | SER CB-0G -7.31 1.32 1.42
1 B 4612 | GLU | CD-OE2 7.28 1.33 1.25
1 D 4853 | PHE | CD1-CE1 | 7.28 1.53 1.39
1 A 4952 | PHE | CG-CD1 | -7.20 1.27 1.38
1 C 4161 | TRP | CG-CD2 | -7.14 1.31 1.43
1 B 4161 | TRP | CG-CD2 | -7.12 1.31 1.43
1 C 4945 | TYR | CE2-CZ | -7.12 1.29 1.38
1 B 4952 | PHE | CG-CD1 | -7.11 1.28 1.38
1 D 4161 | TRP | CG-CD2 | -7.09 1.31 1.43
1 D 4952 | PHE | CG-CD1 | -7.08 1.28 1.38
1 A 4161 | TRP | CG-CD2 | -7.04 1.31 1.43
1 D 4612 | GLU | CD-OE2 7.04 1.33 1.25
1 B 4709 | TRP | CE3-CZ3 | -7.01 1.26 1.38
1 C 3841 | PHE | CG-CD2 | -7.00 1.28 1.38
1 A 3924 | TYR | CE1-CZ | -6.99 1.29 1.38
1 B 4945 | TYR | CE2-CZ | -6.98 1.29 1.38
1 B 4789 | PHE | CG-CD2 | 6.95 1.49 1.38
1 A 4853 | PHE | CD1-CE1 | 6.91 1.53 1.39
1 C 4709 | TRP | CE3-CZ3 | -6.88 1.26 1.38
1 A 4945 | TYR | CE2-CZ | -6.87 1.29 1.38
1 C 4952 | PHE | CG-CD1 | -6.85 1.28 1.38
1 D 4945 | TYR | CE2-CZ | -6.85 1.29 1.38
1 D 3924 | TYR | CE1-CZ | -6.82 1.29 1.38
1 A 4709 | TRP | CE3-CZ3 | -6.81 1.26 1.38
1 B 4853 | PHE | CD1-CE1 | 6.79 1.52 1.39
1 B 3841 | PHE | CG-CD2 | -6.79 1.28 1.38
1 D 3841 | PHE | CG-CD2 | -6.76 1.28 1.38
1 B 4952 | PHE | CE2-CZ | -6.75 1.24 1.37
1 D 4709 | TRP | CE3-CZ3 | -6.72 1.27 1.38
1 A 4952 | PHE | CE2-CZ | -6.70 1.24 1.37
1 A 4953 | PHE | CE1-CZ | -6.68 1.24 1.37
1 A 3841 | PHE | CG-CD2 | -6.67 1.28 1.38
1 B 1778 | TYR | CB-CG -6.67 1.41 1.51
1 C 4853 | PHE | CD2-CE2 | 6.66 1.52 1.39
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 D 4853 | PHE | CD2-CE2 | 6.63 1.52 1.39
1 A 1778 | TYR | CB-CG -6.63 1.41 1.51
1 A 4789 | PHE | CG-CD2 | 6.62 1.48 1.38
1 D 4952 | PHE | CG-CD2 | -6.60 1.28 1.38
1 A 4925 | TYR | CD1-CE1 | -6.55 1.29 1.39
1 C 4952 | PHE | CE2-CZ | -6.50 1.25 1.37
1 C 4150 | TYR C-0 -6.46 1.11 1.23
1 B 4150 | TYR C-0O -6.46 1.11 1.23
1 D 4150 | TYR C-0O -6.46 1.11 1.23
1 B 4952 | PHE | CG-CD2 | -6.44 1.29 1.38
1 B 2192 | LYS N-CA 6.42 1.59 1.46
1 B 3924 | TYR | CE1-CZ | -6.42 1.30 1.38
1 A 4150 | TYR C-0 -6.42 1.11 1.23
1 B 4591 | TYR | CG-CD1 | -6.40 1.30 1.39
1 C 3924 | TYR | CE1-CZ | -6.40 1.30 1.38
1 D 4952 | PHE | CE2-CZ | -6.40 1.25 1.37
1 C 4789 | PHE | CG-CD2 | 6.36 1.48 1.38
1 A 4952 | PHE | CG-CD2 | -6.34 1.29 1.38
1 B 4138 | GLU | CD-OE1 | -6.34 1.18 1.25
1 A 2192 | LYS N-CA 6.32 1.58 1.46
1 D 4925 | TYR | CD1-CE1 | -6.31 1.29 1.39
1 D 4789 | PHE | CG-CD2 | 6.30 1.48 1.38
1 C 4138 | GLU | CD-OE1 | -6.29 1.18 1.25
1 C 4925 | TYR | CD1-CE1 | -6.28 1.29 1.39
1 D 4138 | GLU | CD-OE1 | -6.27 1.18 1.25
1 A 4853 | PHE | CD2-CE2 | 6.27 1.51 1.39
1 C 4952 | PHE | CG-CD2 | -6.24 1.29 1.38
1 C 4591 | TYR | CG-CD1 | -6.23 1.31 1.39
1 D 1778 | TYR | CB-CG -6.22 1.42 1.51
1 C 1778 | TYR | CB-CG -6.21 1.42 1.51
1 B 4853 | PHE | CD2-CE2 | 6.20 1.51 1.39
1 B 4925 | TYR | CD1-CE1 | -6.20 1.30 1.39
1 A 4138 | GLU | CD-OE1 | -6.20 1.18 1.25
1 C 4839 | GLU CG-CD 6.19 1.61 1.51
1 A 4591 | TYR | CG-CD1 | -6.16 1.31 1.39
1 B 615 | CYS CB-SG -6.15 1.71 1.82
1 D 2192 | LYS N-CA 6.15 1.58 1.46
1 C 2192 | LYS N-CA 6.12 1.58 1.46
1 A 3893 | TYR | CE1-CZ | -6.11 1.30 1.38
1 D 4195 | GLU CG-CD 6.10 1.61 1.51
1 A 4925 | TYR | CD2-CE2 | -6.07 1.30 1.39
1 B 2080 | GLU CG-CD 6.04 1.61 1.51
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 B 4953 | PHE | CE1-CZ | -6.04 1.25 1.37
1 A 3755 | MET N-CA -6.04 1.34 1.46
1 C 4945 | TYR | CG-CD1 | -6.04 1.31 1.39
1 A 615 | CYS CB-SG -6.02 1.72 1.82
1 D 4591 | TYR | CG-CD1 | -6.01 1.31 1.39
1 B 4898 | TYR | CG-CD2 | -5.99 1.31 1.39
1 C 3850 | GLY N-CA -0.99 1.37 1.46
1 D 4925 | TYR | CD2-CE2 | -5.99 1.30 1.39
1 B 3850 | GLY N-CA -2.99 1.37 1.46
1 A 4195 | GLU | CG-CD 5.95 1.60 1.51
1 D 4735 | TYR | CE1-CZ 5.92 1.46 1.38
1 C 4925 | TYR | CD2-CE2 | -5.91 1.30 1.39
1 D 4945 | TYR | CG-CD1 | -5.91 1.31 1.39
1 B 4735 | TYR | CE1-CZ 5.90 1.46 1.38
1 C 4195 | GLU | CG-CD .89 1.60 1.51
1 B 4938 | GLU | CD-OE2 | -5.89 1.19 1.25
1 A 4898 | TYR | CG-CD2 | -5.88 1.31 1.39
1 B 4945 | TYR | CG-CD1 | -5.88 1.31 1.39
1 A 4938 | GLU | CD-OE2 | -5.88 1.19 1.25
1 B 4925 | TYR | CD2-CE2 | -5.87 1.30 1.39
1 C 615 | CYS CB-SG -0.84 1.72 1.81
1 A 4735 | TYR | CE1-CZ 0.83 1.46 1.38
1 A 3850 | GLY N-CA -0.83 1.37 1.46
1 D 615 | CYS CB-SG -0.83 1.72 1.81
1 B 3755 | MET N-CA -5.81 1.34 1.46
1 D 3850 | GLY N-CA -5.80 1.37 1.46
1 A 4945 | TYR | CG-CD1 | -5.78 1.31 1.39
1 C 2080 | GLU | CG-CD D.77 1.60 1.51
1 C 4735 | TYR | CE1-CZ 2.77 1.46 1.38
1 D 3755 | MET N-CA -0.77 1.34 1.46
1 D 4953 | PHE | CE1-CZ | -5.76 1.26 1.37
1 C 3988 | GLU | CD-OE2 | -5.74 1.19 1.25
1 C 4919 | TYR | CG-CD2 | -5.74 1.31 1.39
1 C 4953 | PHE | CE1-CZ | -5.73 1.26 1.37
1 B 4195 | GLU CG-CD 2.72 1.60 1.51
1 B 4853 | PHE N-CA 0.71 1.57 1.46
1 C 4726 | TYR | CE1-CZ | -5.70 1.31 1.38
1 B 3988 | GLU | CD-OE2 | -5.70 1.19 1.25
1 C 4938 | GLU | CD-OE2 | -5.70 1.19 1.25
1 A 4853 | PHE N-CA 5.69 1.57 1.46
1 D 3893 | TYR | CE1-CZ | -5.69 1.31 1.38
1 D 4919 | TYR | CG-CD2 | -5.67 1.31 1.39
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 D 4938 | GLU | CD-OE2 | -5.67 1.19 1.25
1 C 4865 | GLY CA-C -5.66 1.42 1.51
1 D 4898 | TYR | CG-CD2 | -5.66 1.31 1.39
1 B 4726 | TYR | CE1-CZ | -5.65 1.31 1.38
1 B 4790 | PHE | CG-CD2 | -5.63 1.30 1.38
1 C 4853 | PHE N-CA 5.62 1.57 1.46
1 C 3755 | MET N-CA -2.60 1.35 1.46
1 C 4808 | TYR | CG-CD2 | -5.59 1.31 1.39
1 A 3854 | ASP | CG-OD1 | -5.58 1.12 1.25
1 B 4865 | GLY CA-C -2.58 1.43 1.51
1 C 2253 | GLU | CG-CD 5.57 1.60 1.51
1 D 4865 | GLY CA-C -5.57 1.43 1.51
1 D 2080 | GLU | CB-CG 5.57 1.62 1.52
1 B 4839 | GLU | CG-CD 5.56 1.60 1.51
1 B 4646 | TRP | CE3-CZ3 | -5.55 1.29 1.38
1 B 3893 | TYR | CE1-CZ | -5.54 1.31 1.38
1 C 4950 | TRP | CD2-CE3 | -5.53 1.32 1.40
1 D 3907 | PHE | CG-CD2 | -5.53 1.30 1.38
1 B 4950 | TRP | CD2-CE3 | -5.52 1.32 1.40
1 C 4591 | TYR | CE2-CZ | -5.51 1.31 1.38
1 C 3907 | PHE | CG-CD2 | -5.51 1.30 1.38
1 D 4591 | TYR | CE2-CZ | -5.51 1.31 1.38
1 D 3988 | GLU | CD-OE2 | -5.51 1.19 1.25
1 D 4790 | PHE | CG-CD2 | -5.50 1.30 1.38
1 B 3854 | ASP | CG-OD1 | -5.50 1.12 1.25
1 A 4790 | PHE | CG-CD2 | -5.50 1.30 1.38
1 D 2253 | GLU CG-CD 5.49 1.60 1.51
1 D 4853 | PHE N-CA 5.49 1.57 1.46
1 C 4790 | PHE | CG-CD2 | -5.48 1.30 1.38
1 C 3854 | ASP | CG-OD1 | -5.48 1.12 1.25
1 A 4839 | GLU | CG-CD 5.47 1.60 1.51
1 B 4919 | TYR | CG-CD1 | -5.47 1.32 1.39
1 D 4950 | TRP | CD2-CE3 | -5.46 1.32 1.40
1 A 2080 | GLU CB-CG 5.46 1.62 1.52
1 C 3770 | GLY C-O -0.46 1.15 1.23
1 A 4865 | GLY CA-C -5.45 1.43 1.51
1 C 3811 | ARG | CZ-NH1 .44 1.40 1.33
1 A 4646 | TRP | CE3-CZ3 | -5.41 1.29 1.38
1 C 4753 | THR C-O -5.40 1.13 1.23
1 A 4591 | TYR | CE2-CZ | -5.39 1.31 1.38
1 D 4839 | GLU | CG-CD 5.39 1.60 1.51
1 D 4726 | TYR | CE1-CZ | -5.38 1.31 1.38

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK

§& EMDataBank



Page 24

Full wwPDB/EMDataBank EM Map/Model Validation Report

5GOA

Continued from previous page...

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 A 4950 | TRP | CD2-CE3 | -5.38 1.32 1.40
1 C 4919 | TYR | CG-CD1 | -5.37 1.32 1.39
1 A 3791 | PHE | CG-CD1 | -5.36 1.30 1.38
1 C 4862 | ILE CA-CB -5.35 1.42 1.54
1 B 4591 | TYR | CE2-CZ | -5.35 1.31 1.38
1 D 3854 | ASP | CG-OD1 | -5.35 1.13 1.25
1 B 3790 | PHE | CG-CD2 | -5.35 1.30 1.38
1 A 3907 | PHE | CG-CD2 | -5.35 1.30 1.38
1 B 4919 | TYR | CG-CD2 | -5.35 1.32 1.39
1 A 4862 | ILE CA-CB -5.33 1.42 1.54
1 C 2077 | GLU | CG-CD 5.33 1.59 1.51
1 D 4862 | ILE CA-CB -5.33 1.42 1.54
1 A 2077 | GLU CG-CD 5.32 1.59 1.51
1 A 3988 | GLU | CD-OE2 | -5.31 1.19 1.25
1 D 4753 | THR C-O0 -5.31 1.13 1.23
1 D 3770 | GLY C-O0 -5.30 1.15 1.23
1 D 2077 | GLU | CG-CD 5.29 1.59 1.51
1 B 2253 | GLU CG-CD 5.28 1.59 1.51
1 B 3907 | PHE | CG-CD2 | -5.28 1.30 1.38
1 D 3811 | ARG | CZ-NH1 0.26 1.39 1.33
1 C 3893 | TYR | CE1-CZ | -5.26 1.31 1.38
1 B 3811 | ARG | CZ-NH1 0.25 1.39 1.33
1 B 4753 | THR C-O0 -5.25 1.13 1.23
1 A 3790 | PHE | CG-CD2 | -5.24 1.30 1.38
1 C 3790 | PHE | CG-CD2 | -5.24 1.30 1.38
1 A 4753 | THR C-O -5.23 1.13 1.23
1 D 2080 | GLU CG-CD 0.22 1.59 1.51
1 A 3811 | ARG | CZ-NH1 0.21 1.39 1.33
1 B 4862 | ILE CA-CB -5.21 1.42 1.54
1 B 3770 | GLY C-O0 -5.21 1.15 1.23
1 A 3770 | GLY C-O0 -0.18 1.15 1.23
1 B 2077 | GLU | CG-CD 5.18 1.59 1.51
1 C 3791 | PHE | CG-CD1 | -5.12 1.31 1.38
1 C 4925 | TYR | CE2-CZ | -5.11 1.31 1.38
1 A 2253 | GLU CG-CD 0.11 1.59 1.51
1 D 3791 | PHE | CG-CD1 | -5.09 1.31 1.38
1 A 4919 | TYR | CG-CD2 | -5.08 1.32 1.39
1 A 4726 | TYR | CE1-CZ | -5.07 1.31 1.38
1 B 4754 | LEU N-CA -5.07 1.36 1.46
1 D 4921 | PHE | CG-CD1 | -5.07 1.31 1.38
1 D 4136 | ARG C-O -0.07 1.13 1.23
1 C 534 | TYR | CE1-CZ | -5.05 1.31 1.38
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 A 3753 | GLY N-CA -0.05 1.38 1.46
1 A 4925 | TYR | CE2-CZ | -5.05 1.31 1.38
1 C 4942 | TRP | CG-CD2 | -5.04 1.35 1.43
1 B 534 | TYR | CE1-CZ | -5.03 1.32 1.38
1 A 534 | TYR | CE1-CZ | -5.02 1.32 1.38
1 A 4136 | ARG C-O -5.02 1.13 1.23
1 D 4925 | TYR | CE2-CZ | -5.02 1.32 1.38
1 A 4919 | TYR | CG-CD1 | -5.01 1.32 1.39

All (385) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 A 4948 | ARG | NE-CZ-NH2 | 13.56 127.08 120.30
1 D 4948 | ARG | NE-CZ-NH2 | 13.25 126.92 120.30
1 B 4948 | ARG | NE-CZ-NH2 | 13.09 126.84 120.30
1 C 4948 | ARG | NE-CZ-NH2 | 12.28 126.44 120.30
1 A 1089 | ARG | NE-CZ-NH2 | -9.54 115.53 120.30
1 B 1089 | ARG | NE-CZ-NH2 | -9.32 115.64 120.30
1 A 4818 | MET CG-SD-CE 9.16 114.86 100.20
1 B 4853 | PHE N-CA-CB 9.15 127.06 110.60
1 D 4853 | PHE N-CA-CB 9.12 127.01 110.60
1 A 4853 | PHE N-CA-CB 9.10 126.99 110.60
1 D 1089 | ARG | NE-CZ-NH2 | -9.04 115.78 120.30
1 C 4853 | PHE N-CA-CB 9.02 126.84 110.60
1 A 3854 | ASP | CB-CG-OD2 | 8.98 126.38 118.30
1 D 4948 | ARG | NE-CZ-NH1 | -8.92 115.84 120.30
1 C 1089 | ARG | NE-CZ-NH2 | -8.91 115.84 120.30
1 D 4818 | MET CG-SD-CE 8.78 114.25 100.20
1 B 4818 | MET CG-SD-CE 8.76 114.21 100.20
1 C 4818 | MET CG-SD-CE 8.76 114.21 100.20
1 C 3854 | ASP | CB-CG-OD2 | 8.74 126.17 118.30
1 B 3854 | ASP | CB-CG-OD2 | 8.73 126.15 118.30
1 D 3854 | ASP | CB-CG-OD2 | 8.73 126.15 118.30
1 A 4948 | ARG | NE-CZ-NH1 | -8.69 115.96 120.30
1 D 4818 | MET | CA-CB-CG | 8.49 127.73 113.30
1 C 4818 | MET | CA-CB-CG 8.32 127.44 113.30
1 B 4727 | MET CG-SD-CE 8.24 113.39 100.20
1 C 4727 | MET CG-SD-CE 8.23 113.36 100.20
1 C 4948 | ARG | NE-CZ-NH1 | -8.19 116.20 120.30
1 D 2239 | THR N-CA-CB -8.13 94.85 110.30
1 D 2495 | PRO N-CA-CB 8.12 113.04 103.30
1 A 4818 | MET | CA-CB-CG 8.12 127.10 113.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 D 4727 | MET CG-SD-CE 8.09 113.14 100.20
1 A 2495 | PRO N-CA-CB 8.08 112.99 103.30
1 D 4875 | ARG | NE-CZ-NH2 | -8.06 116.27 120.30
1 C 2495 | PRO N-CA-CB 8.05 112.96 103.30
1 B 2495 | PRO N-CA-CB 8.05 112.96 103.30
1 B 3878 | TYR | CB-CG-CD2 | 7.95 125.77 121.00
1 A 347 | ASP | CB-CG-OD1 | 7.93 125.44 118.30
1 B 4948 | ARG | NE-CZ-NH1 | -7.88 116.36 120.30
1 B 4818 | MET | CA-CB-CG 7.86 126.65 113.30
1 C 2239 | THR N-CA-CB -7.85 95.38 110.30
1 C 3878 | TYR | CB-CG-CD2 | 7.84 125.70 121.00
1 A 2239 | THR N-CA-CB -7.79 95.49 110.30
1 D 3878 | TYR | CB-CG-CD2 | 7.78 125.67 121.00
1 A 3878 | TYR | CB-CG-CD2 | 7.77 125.66 121.00
1 A 4727 | MET CG-SD-CE 7.74 112.58 100.20
1 B 1758 | ARG | NE-CZ-NH1 | -7.69 116.46 120.30
1 D 1758 | ARG | NE-CZ-NH1 | -7.59 116.50 120.30
1 D 347 | ASP | CB-CG-OD1 | 7.57 125.11 118.30
1 B 2583 | PRO N-CA-CB 7.52 112.33 103.30
1 B 4781 | LEU | CB-CG-CD1 | 7.44 123.65 111.00
1 A 2583 | PRO N-CA-CB 7.44 112.22 103.30
1 A 1758 | ARG | NE-CZ-NH1 | -7.43 116.58 120.30
1 C 1758 | ARG | NE-CZ-NH1 | -7.43 116.58 120.30
1 C 347 | ASP | CB-CG-OD1 | 7.38 124.94 118.30
1 B 485 | ARG | NE-CZ-NH2 | -7.37 116.62 120.30
1 C 4781 | LEU | CB-CG-CD1 | 7.31 123.43 111.00
1 B 347 | ASP | CB-CG-OD1 | 7.29 124.86 118.30
1 A 3896 | LYS CD-CE-NZ 7.28 128.45 111.70
1 C 2583 | PRO N-CA-CB 7.27 112.02 103.30
1 C 2607 | PRO N-CA-CB 7.24 111.99 103.30
1 C 4875 | ARG | NE-CZ-NH2 | -7.21 116.70 120.30
1 D 2598 | PRO N-CA-CB 7.21 111.95 103.30
1 B 2239 | THR N-CA-CB -7.19 96.65 110.30
1 A 2607 | PRO N-CA-CB 7.18 111.92 103.30
1 B 2598 | PRO N-CA-CB 7.17 111.90 103.30
1 D 3896 | LYS CD-CE-NZ 7.17 128.18 111.70
1 B 2607 | PRO N-CA-CB 7.17 111.90 103.30
1 D 2583 | PRO N-CA-CB 7.16 111.89 103.30
1 D 2607 | PRO N-CA-CB 7.14 111.86 103.30
1 A 4781 | LEU | CB-CG-CD1 | 7.13 123.13 111.00
1 A 2598 | PRO N-CA-CB 7.12 111.84 103.30
1 C 2598 | PRO N-CA-CB 7.11 111.84 103.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 B 3896 | LYS CD-CE-NZ 7.08 128.00 111.70
1 C 3896 | LYS CD-CE-NZ 6.97 127.73 111.70
1 A 4875 | ARG | NE-CZ-NH2 | -6.97 116.82 120.30
1 B 4875 | ARG | NE-CZ-NH2 | -6.95 116.83 120.30
1 D 4952 | PHE | CB-CG-CD2 | -6.91 115.96 120.80
1 A 2625 | PRO N-CA-CB 6.90 111.58 103.30
1 B 2625 | PRO N-CA-CB 6.90 111.58 103.30
1 D 2173 | MET CG-SD-CE | -6.89 89.17 100.20
1 B 4498 | ARG | NE-CZ-NH1 | 6.88 123.74 120.30
1 C 3882 | VAL | CG1-CB-CG2 | -6.88 99.90 110.90
1 D 2625 | PRO N-CA-CB 6.86 111.53 103.30
1 B 3882 | VAL | CG1-CB-CG2 | -6.86 99.93 110.90
1 C 545 | ARG | NE-CZ-NH2 | -6.83 116.89 120.30
1 B 3948 | PHE | CB-CG-CD2 | -6.81 116.03 120.80
1 B 2736 | ASP | CB-CG-OD2 | 6.79 124.41 118.30
1 C 3948 | PHE | CB-CG-CD2 | -6.79 116.05 120.80
1 D 545 | ARG | NE-CZ-NH2 | -6.76 116.92 120.30
1 B 3104 | PRO N-CA-CB 6.76 111.41 103.30
1 D 4781 | LEU | CB-CG-CD1 | 6.76 122.49 111.00
1 A 3104 | PRO N-CA-CB 6.75 111.41 103.30
1 A 3882 | VAL | CG1-CB-CG2 | -6.75 100.10 110.90
1 C 2625 | PRO N-CA-CB 6.75 111.40 103.30
1 A 2173 | MET CG-SD-CE | -6.73 89.43 100.20
1 D 3882 | VAL | CG1-CB-CG2 | -6.72 100.15 110.90
1 A 4739 | PHE | CB-CG-CD2 | 6.71 125.50 120.80
1 D 4498 | ARG | NE-CZ-NH1 | 6.71 123.65 120.30
1 B 4789 | PHE | CB-CG-CD1 | 6.69 125.48 120.80
1 C 4139 | ILE | CG1-CB-CG2 | -6.67 96.73 111.40
1 D 4139 | ILE | CG1-CB-CG2 | -6.67 96.73 111.40
1 B 3858 | TYR | CB-CG-CD1 | 6.67 125.00 121.00
1 A 545 | ARG | NE-CZ-NH2 | -6.66 116.97 120.30
1 C 4498 | ARG | NE-CZ-NH1 | 6.66 123.63 120.30
1 A 485 | ARG | NE-CZ-NH2 | -6.66 116.97 120.30
1 B 2173 | MET CG-SD-CE | -6.64 89.58 100.20
1 A 4941 | VAL | CG1-CB-CG2 | -6.63 100.29 110.90
1 C 2736 | ASP | CB-CG-OD2 | 6.63 124.27 118.30
1 A 4498 | ARG | NE-CZ-NH1 | 6.63 123.61 120.30
1 B 4139 | ILE | CG1-CB-CG2 | -6.62 96.83 111.40
1 C 1610 | ARG | NE-CZ-NH2 | -6.62 116.99 120.30
1 D 721 | ASP | CB-CG-OD1 | 6.62 124.26 118.30
1 C 3104 | PRO N-CA-CB 6.61 111.23 103.30
1 C 4941 | VAL | CG1-CB-CG2 | -6.61 100.33 110.90
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 C 2668 | PRO N-CA-CB 6.61 111.23 103.30
1 C 485 | ARG | NE-CZ-NH2 | -6.60 117.00 120.30
1 A 4952 | PHE | CB-CG-CD2 | -6.59 116.19 120.80
1 D 2668 | PRO N-CA-CB 6.59 111.21 103.30
1 A 3948 | PHE | CB-CG-CD2 | -6.58 116.19 120.80
1 D 2736 | ASP | CB-CG-OD2 | 6.58 124.22 118.30
1 B 4739 | PHE | CB-CG-CD2 | 6.57 125.40 120.80
1 B 4941 | VAL | CG1-CB-CG2 | -6.57 100.39 110.90
1 C 4789 | PHE | CB-CG-CD1 | 6.56 125.39 120.80
1 C 2173 | MET CG-SD-CE | -6.55 89.72 100.20
1 A 2668 | PRO N-CA-CB 6.55 111.16 103.30
1 A 4139 | ILE | CG1-CB-CG2 | -6.55 97.00 111.40
1 A 4789 | PHE | CB-CG-CD1 | 6.55 125.38 120.80
1 D 3104 | PRO N-CA-CB 6.54 111.15 103.30
1 C 721 | ASP | CB-CG-OD1 | 6.53 124.18 118.30
1 D 485 | ARG | NE-CZ-NH2 | -6.53 117.03 120.30
1 C 4952 | PHE | CB-CG-CD2 | -6.52 116.23 120.80
1 A 2736 | ASP | CB-CG-OD2 | 6.51 124.16 118.30
1 B 545 | ARG | NE-CZ-NH2 | -6.50 117.05 120.30
1 D 4941 | VAL | CG1-CB-CG2 | -6.49 100.52 110.90
1 D 3700 | CYS N-CA-CB -6.48 98.94 110.60
1 A 3858 | TYR | CB-CG-CD1 | 6.45 124.87 121.00
1 D 4739 | PHE | CB-CG-CD2 | 6.45 125.31 120.80
1 B 2668 | PRO N-CA-CB 6.45 111.03 103.30
1 D 3948 | PHE | CB-CG-CD2 | -6.45 116.29 120.80
1 A 4916 | LEU | CB-CG-CD1 | -6.42 100.08 111.00
1 B 2396 | LEU | CB-CG-CD2 | 6.41 121.90 111.00
1 B 4952 | PHE | CB-CG-CD2 | -6.40 116.32 120.80
1 A 2678 | PRO N-CA-CB 6.40 110.98 103.30
1 D 2679 | PRO N-CA-CB 6.40 110.98 103.30
1 C 3690 | MET CG-SD-CE | -6.38 90.00 100.20
1 D 4789 | PHE | CB-CG-CD1 | 6.37 125.26 120.80
1 B 3982 | MET CG-SD-CE | -6.37 90.02 100.20
1 D 1610 | ARG | NE-CZ-NH2 | -6.36 117.12 120.30
1 C 2678 | PRO N-CA-CB 6.36 110.93 103.30
1 D 2678 | PRO N-CA-CB 6.36 110.93 103.30
1 B 2678 | PRO N-CA-CB 6.35 110.92 103.30
1 A 4774 | LEU | CB-CG-CD2 | 6.35 121.80 111.00
1 D 2990 | PRO N-CA-CB 6.34 110.91 103.30
1 C 2679 | PRO N-CA-CB 6.33 110.90 103.30
1 A 2679 | PRO N-CA-CB 6.31 110.87 103.30
1 A 2990 | PRO N-CA-CB 6.30 110.86 103.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 A 4758 | LEU | CB-CG-CD2 | 6.30 121.72 111.00
1 C 2990 | PRO N-CA-CB 6.30 110.86 103.30
1 C 3700 | CYS N-CA-CB -6.29 99.29 110.60
1 C 4739 | PHE | CB-CG-CD2 | 6.28 125.19 120.80
1 B 3700 | CYS N-CA-CB -6.27 99.31 110.60
1 C 3858 | TYR | CB-CG-CD1 | 6.27 124.76 121.00
1 D 4871 | PHE | CB-CG-CD1 | -6.25 116.42 120.80
1 A 3982 | MET CG-SD-CE | -6.25 90.20 100.20
1 C 4871 | PHE | CB-CG-CD1 | -6.25 116.42 120.80
1 B 2990 | PRO N-CA-CB 6.24 110.79 103.30
1 A 721 | ASP | CB-CG-OD1 | 6.22 123.89 118.30
1 B 3690 | MET CG-SD-CE | -6.21 90.26 100.20
1 D 3858 | TYR | CB-CG-CD1 | 6.21 124.73 121.00
1 B 2139 | GLU | OE1-CD-OE2 | -6.21 115.85 123.30
1 C 2139 | GLU | OE1-CD-OE2 | -6.21 115.85 123.30
1 A 4871 | PHE | CB-CG-CD1 | -6.21 116.46 120.80
1 D 3982 | MET CG-SD-CE | -6.20 90.28 100.20
1 B 2679 | PRO N-CA-CB 6.20 110.73 103.30
1 B 4871 | PHE | CB-CG-CD1 | -6.18 116.47 120.80
1 C 3982 | MET CG-SD-CE | -6.18 90.31 100.20
1 D 3690 | MET CG-SD-CE | -6.18 90.31 100.20
1 D 4916 | LEU | CB-CG-CD1 | -6.15 100.54 111.00
1 A 1610 | ARG | NE-CZ-NH2 | -6.13 117.23 120.30
1 A 3700 | CYS N-CA-CB -6.13 99.56 110.60
1 B 1457 | PHE | CB-CG-CD1 | -6.13 116.51 120.80
1 C 848 | ARG | NE-CZ-NH1 | 6.10 123.35 120.30
1 B 1610 | ARG | NE-CZ-NH2 | -6.07 117.26 120.30
1 D 4195 | GLU | OE1-CD-OE2 | -6.01 116.09 123.30
1 A 4603 | ARG | NE-CZ-NH1 | 6.00 123.30 120.30
1 B 848 | ARG | NE-CZ-NH1 | 6.00 123.30 120.30
1 C 4758 | LEU | CB-CG-CD2 | 6.00 121.19 111.00
1 B 4758 | LEU | CB-CG-CD2 | 5.99 121.19 111.00
1 A 2396 | LEU | CB-CG-CD2 | 5.98 121.16 111.00
1 A 4940 | TYR | CB-CG-CD2 | 5.97 124.58 121.00
1 B 721 | ASP | CB-CG-OD1 | 5.95 123.66 118.30
1 C 1457 | PHE | CB-CG-CD1 | -5.93 116.65 120.80
1 C 3700 | CYS CB-CA-C 5.92 122.25 110.40
1 A 4854 | PHE | CB-CG-CD2 | -5.92 116.66 120.80
1 B 1303 | ARG | NE-CZ-NH2 | -5.91 117.34 120.30
1 A 4195 | GLU | OE1-CD-OE2 | -5.91 116.21 123.30
1 A 1303 | ARG | NE-CZ-NH2 | -5.89 117.35 120.30
1 C 687 | THR | CA-CB-CG2 | -5.88 104.16 112.40
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 A 3690 | MET CG-SD-CE | -5.87 90.81 100.20
1 A 520 | ARG | NE-CZ-NH1 | 5.86 123.23 120.30
1 A 4102 | LEU CA-CB-CG 5.85 128.75 115.30
1 D 687 | THR | CA-CB-CG2 | -5.84 104.22 112.40
1 B 3700 | CYS CB-CA-C 5.83 122.07 110.40
1 B 4774 | LEU | CB-CG-CD2 | 5.82 120.90 111.00
1 B 4940 | TYR | CB-CG-CD2 | 5.82 124.49 121.00
1 D 3700 | CYS CB-CA-C 5.82 122.03 110.40
1 D 4102 | LEU CA-CB-CG 5.81 128.67 115.30
1 D 2140 | GLU | OE1-CD-OE2 | -5.81 116.33 123.30
1 D 4854 | PHE | CB-CG-CD2 | -5.81 116.73 120.80
1 B 4102 | LEU CA-CB-CG .80 128.65 115.30
1 B 520 | ARG | NE-CZ-NH1 | 5.80 123.20 120.30
1 B 687 | THR | CA-CB-CG2 | -5.79 104.29 112.40
1 B 4195 | GLU | OE1-CD-OE2 | -5.79 116.35 123.30
1 D 4758 | LEU | CB-CG-CD2 | 5.79 120.85 111.00
1 A 3700 | CYS CB-CA-C 5.79 121.98 110.40
1 B 4721 | LEU CA-CB-CG 5.78 128.60 115.30
1 C 1089 | ARG | NE-CZ-NH1 | 5.77 123.19 120.30
1 A 4721 | LEU CA-CB-CG 0.77 128.56 115.30
1 A 4735 | TYR | CB-CG-CD1 | 5.76 124.46 121.00
1 B 4854 | PHE | CB-CG-CD2 | -5.76 116.77 120.80
1 D 4940 | TYR | CB-CG-CD2 | 5.75 124.45 121.00
1 C 3811 | ARG | NE-CZ-NH2 | -5.75 117.42 120.30
1 D 4774 | LEU | CB-CG-CD2 | 5.75 120.78 111.00
1 A 687 | THR | CA-CB-CG2 | -5.75 104.35 112.40
1 D 4721 | LEU CA-CB-CG 2.7 128.52 115.30
1 C 4102 | LEU CA-CB-CG 5.74 128.50 115.30
1 C 4721 | LEU CA-CB-CG 5.74 128.49 115.30
1 B 4916 | LEU | CB-CG-CD1 | -5.73 101.25 111.00
1 B 4735 | TYR | CB-CG-CD1 | 5.71 124.43 121.00
1 A 4822 | VAL | CA-CB-CG1 | 5.71 119.47 110.90
1 A 2083 | ARG | CG-CD-NE | -5.70 99.83 111.80
1 D 4822 | VAL | CA-CB-CG1 | 5.69 119.44 110.90
1 C 520 | ARG | NE-CZ-NH1 | 5.68 123.14 120.30
1 D 1457 | PHE | CB-CG-CD1 | -5.68 116.83 120.80
1 B 3726 | LEU CA-CB-CG 5.68 128.36 115.30
1 C 4940 | TYR | CB-CG-CD2 | 5.67 124.40 121.00
1 C 4822 | VAL | CA-CB-CG1 | 5.65 119.37 110.90
1 A 4087 | ARG | NE-CZ-NH2 | -5.64 117.48 120.30
1 C 2396 | LEU | CB-CG-CD2 | 5.64 120.59 111.00
1 B 4822 | VAL | CA-CB-CG1 | 5.64 119.36 110.90
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 C 4195 | GLU | OE1-CD-OE2 | -5.64 116.54 123.30
1 B 678 | MET CB-CG-SD 5.63 129.29 112.40
1 B 4757 | ILE | CG1-CB-CG2 | -5.63 99.02 111.40
1 C 678 | MET CB-CG-SD 5.63 129.28 112.40
1 D 4087 | ARG | NE-CZ-NH2 | -5.62 117.49 120.30
1 C 4757 | ILE | CG1-CB-CG2 | -5.62 99.04 111.40
1 D 4603 | ARG | NE-CZ-NH1 | 5.61 123.10 120.30
1 B 4844 | ARG | NE-CZ-NH2 | 5.60 123.10 120.30
1 C 4854 | PHE | CB-CG-CD2 | -5.60 116.88 120.80
1 D 2083 | ARG | CG-CD-NE | -5.58 100.09 111.80
1 B 1089 | ARG | NE-CZ-NH1 | 5.57 123.09 120.30
1 D 3642 | ILE | CG1-CB-CG2 | -5.57 99.14 111.40
1 C 814 | LEU CA-CB-CG 2.57 128.10 115.30
1 A 678 | MET CB-CG-SD 2.56 129.08 112.40
1 C 1303 | ARG | NE-CZ-NH2 | -5.56 117.52 120.30
1 C 4603 | ARG | NE-CZ-NH1 | 5.56 123.08 120.30
1 D 678 | MET CB-CG-SD 5.56 129.07 112.40
1 B 1652 | LYS CD-CE-NZ 0.9 124.46 111.70
1 C 2140 | GLU | OE1-CD-OE2 | -5.55 116.64 123.30
1 B 3940 | ARG | NE-CZ-NH1 | 5.54 123.07 120.30
1 A 1089 | ARG | NE-CZ-NH1 | 5.53 123.07 120.30
1 A 2139 | GLU | OE1-CD-OE2 | -5.53 116.67 123.30
1 D 2396 | LEU | CB-CG-CD2 | 5.53 120.40 111.00
1 B 3811 | ARG | NE-CZ-NH2 | -5.51 117.54 120.30
1 B 2083 | ARG CG-CD-NE | -5.51 100.22 111.80
1 C 4916 | LEU | CB-CG-CD1 | -5.51 101.64 111.00
1 D 1089 | ARG | NE-CZ-NH1 | 5.51 123.05 120.30
1 C 3642 | ILE | CG1-CB-CG2 | -5.49 99.33 111.40
1 D 4757 | ILE | CG1-CB-CG2 | -5.49 99.33 111.40
1 D 814 | LEU CA-CB-CG 5.48 127.91 115.30
1 D 3726 | LEU CA-CB-CG 5.48 127.91 115.30
1 C 4732 | LEU | CB-CG-CD2 | 5.48 120.31 111.00
1 C 3726 | LEU CA-CB-CG 0.48 127.90 115.30
1 A 3726 | LEU CA-CB-CG 0.48 127.90 115.30
1 D 4735 | TYR | CB-CG-CD1 | 5.47 124.28 121.00
1 D 1303 | ARG | NE-CZ-NH2 | -5.46 117.57 120.30
1 C 4087 | ARG | NE-CZ-NH2 | -5.45 117.58 120.30
1 B 4087 | ARG | NE-CZ-NH2 | -5.43 117.58 120.30
1 A 814 | LEU CA-CB-CG 0.43 127.78 115.30
1 B 814 | LEU CA-CB-CG 0.42 127.77 115.30
1 C 2083 | ARG CG-CD-NE | -5.42 100.42 111.80
1 D 4732 | LEU | CB-CG-CD2 | 5.42 120.21 111.00
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 C 1652 | LYS CD-CE-NZ 5.41 124.15 111.70
1 A 1457 | PHE | CB-CG-CD1 | -5.41 117.02 120.80
1 B 4115 | ARG | NE-CZ-NH1 | -5.41 117.60 120.30
1 B 1905 | LEU | CB-CG-CD1 | 5.40 120.18 111.00
1 B 3878 | TYR | OH-CZ-CE2 | 5.39 134.66 120.10
1 B 4732 | LEU | CB-CG-CD2 | 5.39 120.17 111.00
1 A 3878 | TYR | OH-CZ-CE2 | 5.37 134.60 120.10
1 A 2140 | GLU | OE1-CD-OE2 | -5.37 116.86 123.30
1 D 3878 | TYR | OH-CZ-CE2 | 5.37 134.59 120.10
1 A 1905 | LEU CA-CB-CG 5.36 127.63 115.30
1 B 1778 | TYR | CB-CG-CD1 | -5.36 117.79 121.00
1 A 4735 | TYR | CG-CD2-CE2 | 5.34 125.57 121.30
1 D 1905 | LEU CA-CB-CG 0.34 127.57 115.30
1 A 30 LYS CA-CB-CG 0.33 125.12 113.40
1 D 1112 | ASP | CB-CG-OD1 | -5.32 113.51 118.30
1 A 801 | ARG | NE-CZ-NH2 | 5.31 122.95 120.30
1 A 4732 | LEU | CB-CG-CD2 | 5.31 120.02 111.00
1 D 520 | ARG | NE-CZ-NH1 | 5.30 122.95 120.30
1 B 4727 | MET CB-CG-SD 5.29 128.28 112.40
1 A 1652 | LYS CD-CE-NZ 5.29 123.87 111.70
1 C 1944 | ARG | NE-CZ-NH2 | 5.29 122.94 120.30
1 D 4189 | LEU | CB-CG-CD1 | 5.29 119.99 111.00
1 A 3940 | ARG | NE-CZ-NH1 | 5.29 122.94 120.30
1 C 3940 | ARG | NE-CZ-NH1 | 5.29 122.94 120.30
1 D 678 | MET CG-SD-CE 0.28 108.65 100.20
1 D 30 LYS CA-CB-CG 0.28 125.01 113.40
1 A 1644 | LEU CA-CB-CG 0.28 127.44 115.30
1 B 30 LYS CA-CB-CG 5.28 125.00 113.40
1 D 1644 | LEU CA-CB-CG 5.28 127.44 115.30
1 D 848 | ARG | NE-CZ-NH1 | 5.27 122.94 120.30
1 B 3642 | ILE | CG1-CB-CG2 | -5.27 99.80 111.40
1 C 2534 | PRO N-CA-CB .26 109.62 103.30
1 A 3642 | ILE | CG1-CB-CG2 | -5.26 99.83 111.40
1 B 678 | MET CG-SD-CE 2.25 108.60 100.20
1 A 1112 | ASP | CB-CG-OD1 | -5.24 113.59 118.30
1 D 4862 | ILE CA-CB-CG1 | -5.23 101.05 111.00
1 B 801 | ARG | NE-CZ-NH2 | 5.23 122.92 120.30
1 A 678 | MET CG-SD-CE 5.23 108.57 100.20
1 C 3878 | TYR | OH-CZ-CE2 | 5.23 134.22 120.10
1 D 3940 | ARG | NE-CZ-NH1 | 5.23 122.92 120.30
1 C 678 | MET CG-SD-CE 5.23 108.56 100.20
1 C 4844 | ARG | NE-CZ-NH2 | 5.23 122.91 120.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 C 1942 | ARG | NE-CZ-NH1 | -5.22 117.69 120.30
1 A 848 | ARG | NE-CZ-NH1 | 5.22 122.91 120.30
1 C 1644 | LEU CA-CB-CG 5.22 127.31 115.30
1 D 1905 | LEU | CB-CG-CD1 | 5.22 119.87 111.00
1 B 1185 | ASP | CB-CG-OD1 | 5.21 122.99 118.30
1 D 4853 | PHE | CE1-CZ-CE2 | -5.21 110.61 120.00
1 C 1905 | LEU CA-CB-CG 0.21 127.29 115.30
1 A 4757 | ILE | CG1-CB-CG2 | -5.21 99.94 111.40
1 B 4735 | TYR | CG-CD2-CE2 | 5.21 125.47 121.30
1 B 1644 | LEU CA-CB-CG 5.20 127.27 115.30
1 C 4115 | ARG | NE-CZ-NH1 | -5.20 117.70 120.30
1 C 1905 | LEU | CB-CG-CD1 | 5.20 119.84 111.00
1 D 3811 | ARG | NE-CZ-NH2 | -5.20 117.70 120.30
1 D 2173 | MET CB-CG-SD 5.20 127.99 112.40
1 A 4862 | ILE CA-CB-CG1 | -5.19 101.13 111.00
1 D 2534 | PRO N-CA-CB 5.19 109.53 103.30
1 C 30 LYS CA-CB-CG 5.19 124.82 113.40
1 D 4134 | LEU CA-CB-CG 2.19 127.24 115.30
1 C 4774 | LEU | CB-CG-CD2 | 5.19 119.82 111.00
1 A 1303 | ARG | NE-CZ-NH1 | 5.19 122.89 120.30
1 A 4134 | LEU CA-CB-CG 5.18 127.20 115.30
1 C 4853 | PHE | CE1-CZ-CE2 | -5.16 110.71 120.00
1 A 4115 | ARG | NE-CZ-NH1 | -5.16 117.72 120.30
1 B 1303 | ARG | NE-CZ-NH1 | 5.15 122.88 120.30
1 A 4189 | LEU | CB-CG-CD1 | 5.14 119.74 111.00
1 D 4115 | ARG | NE-CZ-NH1 | -5.14 117.73 120.30
1 A 2534 | PRO N-CA-CB 0.13 109.46 103.30
1 B 1905 | LEU CA-CB-CG 5.13 127.09 115.30
1 B 2534 | PRO N-CA-CB 5.12 109.45 103.30
1 B 4134 | LEU CA-CB-CG 5.12 127.08 115.30
1 D 1652 | LYS CD-CE-NZ 5.11 123.45 111.70
1 D 4004 | LEU | CB-CG-CD2 | 5.11 119.69 111.00
1 D 4174 | ILE | CG1-CB-CG2 | -5.11 100.16 111.40
1 C 4189 | LEU | CB-CG-CD1 | 5.10 119.67 111.00
1 A 887 | GLU | OE1-CD-OE2 | -5.10 117.18 123.30
1 C 1778 | TYR | CB-CG-CD1 | -5.10 117.94 121.00
1 D 2432 | ASP | CB-CG-OD1 | -5.10 113.71 118.30
1 D 2203 | TYR | CB-CG-CD2 | -5.09 117.94 121.00
1 D 1778 | TYR | CB-CG-CD1 | -5.09 117.95 121.00
1 A 2173 | MET CB-CG-SD 5.08 127.65 112.40
1 C 4134 | LEU CA-CB-CG 5.08 126.99 115.30
1 D 2139 | GLU | OE1-CD-OE2 | -5.08 117.20 123.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 C 4174 | ILE | CG1-CB-CG2 | -5.08 100.23 111.40
1 B 4603 | ARG | NE-CZ-NH1 | 5.07 122.84 120.30
1 D 4735 | TYR | CG-CD2-CE2 | 5.07 125.36 121.30
1 A 3700 | CYS CA-CB-SG 5.07 123.12 114.00
1 C 4004 | LEU | CB-CG-CD2 | 5.06 119.61 111.00
1 A 4518 | LEU | CB-CG-CD2 | 5.06 119.60 111.00
1 A 4174 | ILE | CG1-CB-CG2 | -5.05 100.28 111.40
1 B 2173 | MET CB-CG-SD 5.05 127.56 112.40
1 D 4518 | LEU | CB-CG-CD2 | 5.05 119.58 111.00
1 B 4518 | LEU | CB-CG-CD2 | 5.04 119.57 111.00
1 C 2392 | PHE | CB-CG-CD2 | -5.04 117.27 120.80
1 C 4518 | LEU | CB-CG-CD2 | 5.04 119.56 111.00
1 D 4853 | PHE | CB-CG-CD1 | 5.04 124.33 120.80
1 A 2203 | TYR | CB-CG-CD2 | -5.04 117.98 121.00
1 C 4853 | PHE | CB-CG-CD1 | 5.03 124.32 120.80
1 D 4561 | VAL | CG1-CB-CG2 | 5.03 118.94 110.90
1 B 2140 | GLU | OE1-CD-OE2 | -5.01 117.29 123.30
1 B 4174 | ILE | CG1-CB-CG2 | -5.01 100.38 111.40
1 A 1905 | LEU | CB-CG-CD1 | 5.00 119.50 111.00

There are no chirality outliers.

All (93) planarity outliers are listed below:

Mol | Chain | Res | Type Group
1 A 1475 | LYS Peptide
1 A 1579 | VAL Peptide
1 A 1635 | GLU Peptide
1 A 1736 | ILE Peptide
1 A 1755 | THR Peptide
1 A 1808 | ASP Peptide
1 A 1835 | HIS Peptide
1 A 1847 | GLU Peptide
1 A 2075 | VAL Peptide
1 A 2329 | PRO | Mainchain,Peptide
1 A 3800 | SER Peptide
1 A 4163 | LYS Peptide
1 A 4952 | PHE Sidechain
1 A 641 | ASP Peptide
1 A 686 | VAL Peptide
1 A 791 | VAL Peptide
1 A 818 | GLY Peptide
1 A 819 | TYR Peptide
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Mol | Chain | Res | Type Group
1 A 827 | LEU Peptide
1 A 838 | ARG Peptide
1 A 852 | GLY | Mainchain,Peptide
1 B 1475 | LYS Peptide
1 B 1579 | VAL Peptide
1 B 1635 | GLU Peptide
1 B 1736 | ILE Peptide
1 B 1755 | THR Peptide
1 B 1808 | ASP Peptide
1 B 1835 | HIS Peptide
1 B 1847 | GLU Peptide
1 B 2075 | VAL Peptide
1 B 2329 | PRO | Mainchain,Peptide
1 B 3800 | SER Peptide
1 B 4163 | LYS Peptide
1 B 4952 | PHE Sidechain
1 B 641 | ASP Peptide
1 B 686 | VAL Peptide
1 B 791 | VAL Peptide
1 B 818 | GLY Peptide
1 B 819 | TYR Peptide
1 B 827 | LEU Peptide
1 B 838 | ARG Peptide
1 B 852 | GLY | Mainchain,Peptide
1 C 1475 | LYS Peptide
1 C 1579 | VAL Peptide
1 C 1635 | GLU Peptide
1 C 1736 | ILE Peptide
1 C 1755 | THR Peptide
1 C 1756 | SER Peptide
1 C 1808 | ASP Peptide
1 C 1835 | HIS Peptide
1 C 1847 | GLU Peptide
1 C 2075 | VAL Peptide
1 C 2329 | PRO | Mainchain,Peptide
1 C 3800 | SER Peptide
1 C 4163 | LYS Peptide
1 C 4952 | PHE Sidechain
1 C 641 | ASP Peptide
1 C 686 | VAL Peptide
1 C 791 | VAL Peptide
1 C 818 | GLY Peptide
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Mol | Chain | Res | Type Group
1 C 819 | TYR Peptide
1 C 827 | LEU Peptide
1 C 838 | ARG Peptide
1 C 852 | GLY | Mainchain,Peptide
1 D 1475 | LYS Peptide
1 D 1579 | VAL Peptide
1 D 1635 | GLU Peptide
1 D 1736 | ILE Peptide
1 D 1755 | THR Peptide
1 D 1808 | ASP Peptide
1 D 1835 | HIS Peptide
1 D 1847 | GLU Peptide
1 D 2075 | VAL Peptide
1 D 2329 | PRO | Mainchain,Peptide
1 D 3800 | SER Peptide
1 D 4163 | LYS Peptide
1 D 4952 | PHE Sidechain
1 D 641 | ASP Peptide
1 D 686 | VAL Peptide
1 D 791 | VAL Peptide
1 D 818 | GLY Peptide
1 D 819 | TYR Peptide
1 D 827 | LEU Peptide
1 D 838 | ARG Peptide
1 D 852 | GLY | Mainchain,Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 26267 0 24896 381 0
1 B 26267 0 24897 372 0
1 C 26267 0 24897 370 0
1 D 26267 0 24896 377 0
2 A 1 0 0 0 0
2 B 1 0 0 0 0
2 C 1 0 0 0 0
2 D 1 0 0 0 0
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Mol | Chain | Non-H | H(model)
All All 105072 0

H(added)
99586

Clashes | Symm-Clashes
1447 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 7.

All (1447) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:D:4818:MET:SD 1:D:4818:MET:CG 2.01 1.49
1:C:4818:MET:CG 1:C:4818:MET:SD 2.01 1.48
1:C:3700:CYS:SG 1:C:3700:CYS:CB 2.04 1.45
1:D:3700:CYS:SG 1:D:3700:CYS:CB 2.05 1.43
1:B:3700:CYS:CB 1:B:3700:CYS:SG 2.05 1.43
1:A:3700:CYS:SG 1:A:3700:CYS:CB 2.05 1.43
1:A:4171:ARG:NH1 1:A:4752:LYS:HD3 1.63 1.12
1:D:4171:ARG:NH1 1:D:4752:LYS:HE3 1.76 1.00
1:A:4171:ARG:HH12 | 1:A:4752:LYS:HD3 1.28 0.94
1:A:4767:GLN:HE22 1:B:4753: THR:HB 1.29 0.94
1:B:4767:GLN:HE22 1:C:4753: THR:HB 1.31 0.93
1:A:4767:GLN:NE2 1:B:4753: THR:HB 1.84 0.93
1:C:4767:GLN:HE22 1:D:4753: THR:HB 1.32 0.93
1:D:4171:ARG:HH11 | 1:D:4752:LYS:HE3 1.30 0.93
1:B:4767:GLN:NE2 1:C:4753:THR:HB 1.84 0.92
1:A:4753: THR:HB 1:D:4767:GLN:HE22 1.32 0.92
1:A:4753: THR:HB 1:D:4767:GLN:NE2 1.85 0.91
1:C:4767:GLN:NE2 1:D:4753: THR:HB 1.85 0.91
1:A:76:ARG:HD?2 1:B:3891: TRP:HB3 1.54 0.89
1:C:76:ARG:HD2 1:D:3891: TRP:HB3 1.54 0.89
1:A:3891: TRP:HB3 1:D:76:ARG:HD2 1.52 0.88
1:B:76:ARG:HD2 1:C:3891: TRP:HB3 1.53 0.87
1:A:4754:LEU:HD11 | 1:D:4770:LEU:HB3 1.66 0.78
1:C:4770:LEU:HB3 | 1:D:4754:LEU:HD11 1.67 0.77
1:B:4791:ARG:HH12 1:C:4559:HIS:CE1 2.04 0.76
1:C:4791:ARG:HH12 1:D:4559:HIS:CE1 2.04 0.75
1:A:4791:ARG:HH12 1:B:4559:HIS:CE1 2.04 0.75
1:B:4770:LEU:HB3 | 1:C:4754:LEU:HD11 1.68 0.75
1:C:4171:ARG:HH21 | 1:C:4171:ARG:HG3 1.50 0.74
1:A:4770:LEU:HB3 | 1:B:4754:LEU:HD11 1.69 0.74
1:A:4559:HIS:CE1 1:D:4791:ARG:HH12 2.05 0.73
1:A:4171:ARG:NH1 1:A:4752:LYS:CD 2.49 0.71
1:D:2349:GLU:HG2 1:D:2439:ILE:HD11 1.72 0.71
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:C:2349:GLU:HG2 1:C:2439:ILE:HD11 1.72 0.71
1:C:1011:ARG:HB3 | 1:C:1032:LEU:HD21 1.73 0.71
1:D:1011:ARG:HB3 | 1:D:1032:LEU:HD21 1.72 0.70
1:A:2349:GLU:HG2 1:A:2439:.ILE:HD11 1.72 0.70
1:B:2349:GLU:HG2 1:B:2439:ILE:HD11 1.72 0.70
1:B:4832:ILE:HG21 | 1:B:4844:ARG:HH21 1.57 0.69
1:A:4832:ILE:HG21 | 1:A:4844:ARG:HH21 1.58 0.69
1:B:1011:ARG:HB3 | 1:B:1032:LEU:HD21 1.74 0.69
1:B:986:1LE:HD12 1:B:1059:GLY:HA2 1.74 0.69
1:B:1645:THR:HG22 | 1:B:1695:PRO:HG3 1.73 0.69
1:C:4817:HIS:HE1 1:C:4828:ILE:HD12 1.57 0.68
1:C:4832:ILE:HG21 | 1:C:4844:ARG:HH21 1.58 0.68
1:A:1011:ARG:HB3 | 1:A:1032:LEU:HD21 1.75 0.68
1:B:4817:HIS:HE1 1:B:4828:ILE:HD12 1.57 0.68
1:C:1645:'THR:HG22 | 1:C:1695:PRO:HG3 1.73 0.68
1:A:4817:HIS:HE1 1:A:4828.1LE:HD12 1.57 0.68
1:A:4642:PRO:HG2 1:A:4648:LYS:HD?2 1.76 0.68
1:B:4642:PRO:HG2 1:B:4648:LYS:HD2 1.76 0.68
1:D:4832:ILE:HG21 | 1:D:4844:ARG:HH21 1.57 0.68
1:B:4511:ALA:HA 1:B:4514:ILE:HD12 1.77 0.67
1:D:1645: THR:HG22 | 1:D:1695:PRO:HG3 1.75 0.67
1:A:4511:ALA:HA 1:A:4514:.1LE:HD12 1.77 0.67
1:C:1620:GLN:HE21 | 1:C:1622:LEU:HD21 1.60 0.67
1:D:4817:HIS:HE1 1:D:4828:1LE:HD12 1.58 0.67
1:A:143:LEU:HD23 1:B:2426:SER:HB3 1.77 0.67
1:B:2463:PRO:HB2 1:B:2519:ARG:HD2 1.76 0.67
1:D:644:LEU:HB2 1:D:1654:HIS:HD?2 1.60 0.67
1:A:1645:THR:HG22 | 1:A:1695:PRO:HG3 1.75 0.66
1:C:4642:PRO:HG2 1:C:4648:LYS:HD2 1.77 0.66
1:D:2463:PRO:HB2 1:D:2519:ARG:HD2 1.77 0.66
1:B:1620:GLN:HE21 | 1:B:1622:LEU:HD21 1.60 0.66
1:D:4642:PRO:HG2 1:D:4648:LYS:HD?2 1.77 0.66
1:C:644:LEU:HB2 1:C:1654:HIS:HD2 1.60 0.66
1:D:4511:ALA:HA 1:D:4514:ILE:HD12 1.78 0.66
1:A:1620:GLN:HE21 | 1:A:1622:LEU:HD21 1.60 0.66
1:A:986:ILE:HD12 1:A:1059:GLY:HA2 1.78 0.65
1:C:4511:ALA:HA 1:C:4514:ILE:HD12 1.78 0.65
1:D:3802:SER.:OG 1:D:3833:ASP:O 2.14 0.65
1:D:1620:GLN:HE21 | 1:D:1622:LEU:HD21 1.60 0.65
1:B:1304:LEU:HB3 1:B:1541:PRO:HG2 1.79 0.65
1:B:1258:PHE:HB2 1:B:1593:HIS:HB3 1.79 0.65
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:B:3802:SER:OG 1:B:3833:ASP:O 2.15 0.65
1:A:2463:PRO:HB2 1:A:2519:ARG:HD2 1.76 0.65
1:A:3802:SER:OG 1:A:3833:ASP:O 2.14 0.65
1:B:644:LEU:HB2 1:B:1654:HIS:HD2 1.60 0.65
1:C:2463:PRO:HB2 1:C:2519:ARG:HD?2 1.77 0.64
1:C:143:LEU:HD23 1:D:2426:SER:HB3 1.79 0.64
1:A:1304:LEU:HB3 1:A:1541:PRO:HG2 1.79 0.64
1:A:644:LEU:HB2 1:A:1654:HIS:HD2 1.61 0.64
1:A:4171:ARG:HH11 | 1:A:4752:LYS:HD3 1.59 0.64
1:D:1602: GLN:HE22 | 1:D:1642:LEU:HB3 1.63 0.64
1:B:3911:ILE:HG21 1:B:3971:GLU:HB3 1.80 0.64
1:C:986:ILE:HD12 1:C:1059:GLY:HA2 1.79 0.63
1:D:1258:PHE:HB2 1:D:1593:HIS:HB3 1.80 0.63
1:A:1602:GLN:HE22 | 1:A:1642:LEU:HB3 1.63 0.63
1:B:143:LEU:HD23 1:C:2426:SER:HB3 1.80 0.63
1:D:986:1LE:HD12 1:D:1059:GLY:HA?2 1.79 0.63
1:A:1258: PHE:HB2 1:A:1593:HIS:HB3 1.80 0.63
1:C:1258:PHE:HB2 1:C:1593:HIS:HB3 1.79 0.63
1:C:4002:ASP:HA 1:C:4115:ARG:HH22 1.63 0.63
1:C:647:ARG:NH1 1:C:1681:ASP:0OD2 2.32 0.63
1:D:1286: THR:HA 1:D:1586:LEU:HD11 1.80 0.63
1:D:1304:LEU:HB3 1:D:1541:PRO:HG2 1.80 0.63
1:C:1304:LEU:HB3 1:C:1541:PRO:HG2 1.79 0.62
1:C:1602:GLN:HE22 | 1:C:1642:LEU:HB3 1.63 0.62
1:A:3911:ILE:HG21 1:A:3971:GLU:HB3 1.81 0.62
1:A:3925:ILE:HG23 | 1:A:3933:GLN:HG2 1.82 0.62
1:B:1602:GLN:HE22 1:B:1642:LEU:HB3 1.63 0.62
1:A:1286: THR:HA 1:A:1586:LEU:HD11 1.80 0.62
1:A:4002:ASP:HA 1:A:4115:ARG:HH22 1.64 0.62
1:C:2256:LEU:O 1:C:3811:ARG:NH1 2.32 0.62
1:A:238:HIS:HE1 1:A:400:ASP:HB3 1.65 0.62
1:B:1286: THR:HA 1:B:1586:LEU:HD11 1.80 0.62
1:D:1605:LYS:HD3 1:D:1606: VAL:HG23 1.81 0.62
1:D:647:ARG:NH1 1:D:1681:ASP:0OD2 2.33 0.62
1:D:3925:ILE:HG23 | 1:D:3933:GLN:HG2 1.82 0.62
1:B:2256:LEU:O 1:B:3811:ARG:NH1 2.32 0.62
1:D:228:LEU:HB3 1:D:289:1LE:HD12 1.82 0.62
1:A:647:ARG:NH1 1:A:1681:ASP:0OD2 2.33 0.62
1:A:228:LEU:HB3 1:A:289:ILE:HD12 1.82 0.62
1:A:708:GLY:HA2 1:A:714:GLY:HA3 1.82 0.62
1:C:228.LEU:HB3 1:C:289:ILE:HD12 1.82 0.62
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:3911:ILE:HG21 1:C:3971:GLU:HB3 1.82 0.62
1:B:647:ARG:NH1 1:B:1681:ASP:0OD2 2.32 0.61
1:B:228:LEU:HB3 1:B:289:1LE:HD12 1.82 0.61
1:C:3802:SER:OG 1:C:3833:ASP:0O 2.15 0.61
1:D:238:HIS:HE1 1:D:400:ASP:HB3 1.65 0.61
1:A:1605:LYS:HD3 | 1:A:1606:VAL:HG23 1.82 0.61
1:B:4002:ASP:HA 1:B:4115:ARG:HH22 1.64 0.61
1:C:1286: THR:HA 1:C:1586:LEU:HD11 1.80 0.61
1:C:1605:LYS:HD3 1:C:1606:VAL:HG23 1.81 0.61
1:A:2426:SER:HB3 1:D:143:LEU:HD23 1.81 0.61
1:D:4002:ASP:HA 1:D:4115:ARG:HH22 1.63 0.61
1:A:2256:LEU:O 1:A:3811:ARG:NH1 2.32 0.61
1:B:3925:ILE:HG23 1:B:3933:GLN:HG2 1.83 0.61
1:C:238:HIS:HE1 1:C:400:ASP:HB3 1.66 0.61
1:B:238:HIS:HE1 1:B:400:ASP:HB3 1.66 0.61
1:B:708:GLY:HA?2 1:B:714:GLY:HA3 1.82 0.61
1:C:192:LEU:O 1:C:212: TRP:NE1 2.33 0.61
1:D:3922: THR:O 1:D:3926:GLN:N 2.34 0.61
1:B:1605:LYS:HD3 1:B:1606:VAL:HG23 1.82 0.61
1:C:3922: THR:O 1:C:3926:GLN:N 2.34 0.61
1:C:3925:1LE:HG23 1:C:3933:GLN:HG2 1.83 0.61
1:D:192:LEU:O 1:D:212: TRP:NE1 2.33 0.61
1:A:4170:LYS:HE2 1:A:4916:LEU:HD23 1.82 0.60
1:B:1445: TRP:HE1 1:B:1508:GLY:HA3 1.66 0.60
1:D:3911:ILE:HG21 1:D:3971:GLU:HB3 1.82 0.60
1:D:644:LEU:HD22 1:D:1632:ILE:HG22 1.83 0.60
1:D:2256:LEU:O 1:D:3811:ARG:NH1 2.32 0.60
1:A:4085:VAL:HG12 | 1:A:4090:GLU:HG3 1.84 0.60
1:C:3914:ALA:HB3 | 1:C:3975:LEU:HD11 1.82 0.60
1:C:4171:ARG:CG 1:C:4171:ARG:HH21 2.14 0.60
1:D:3914:ALA:HB3 | 1:D:3975:LEU:HD11 1.83 0.60
1:D:708:GLY:HA2 1:D:714:GLY:HA3 1.83 0.60
1:A:644:LEU:HD22 1:A:1632:ILE:HG22 1.83 0.60
1:A:192:LEU:O 1:A:212: TRP:NE1 2.33 0.60
1:A:3914:ALA:HB3 | 1:A:3975:LEU:HD11 1.84 0.60
1:C:708:GLY:HA2 1:C:714:GLY:HA3 1.83 0.60
1:A:4170:LYS:HE2 1:A:4916:LEU:CD2 2.32 0.60
1:B:300:VAL:HG13 1:B:420:ARG:HH21 1.67 0.60
1:C:300:VAL:HG13 1:C:420:ARG:HH21 1.66 0.60
1:D:4085:VAL:HG12 | 1:D:4090:GLU:HG3 1.84 0.60
1:C:4085:VAL:HG12 | 1:C:4090:GLU:HG3 1.84 0.60
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:B:188:SER:HB2 1:B:190:ARG:HH21 1.67 0.59
1:C:779:PHE:HB3 1:C:782:PHE:HE2 1.67 0.59
1:A:1445: TRP:HE1 1:A:1508:GLY:HA3 1.67 0.59
1:B:3914:ALA:HB3 | 1:B:3975:LEU:HD11 1.84 0.59
1:A:188:SER:HB2 1:A:190:ARG:HH21 1.67 0.59
1:B:1444:GLY:HA2 1:B:1487:-MET:HB?2 1.83 0.59
1:B:779:PHE:HB3 1:B:782:PHE:HE?2 1.67 0.59
1:B:192:LEU:O 1:B:212: TRP:NE1 2.33 0.59
1:C:711:GLU:HG3 1:C:1449:ASP:HB3 1.85 0.59
1:C:644:LEU:HD22 1:C:1632:1LE:HG22 1.83 0.59
1:D:1272: ARG:NH1 1:D:1587:HIS:O 2.36 0.59
1:A:1444:GLY:HA2 1:A:1487:MET:HB2 1.83 0.59
1:A:779:PHE:HB3 1:A:782:PHE:HE2 1.67 0.59
1:D:779:PHE:HB3 1:D:782:PHE:HE?2 1.67 0.59
1:D:1762: GLN:O 1:D:1779:SER:OG 2.21 0.59
1:A:650:ASN:HA 1:A:1626:GLN:HG2 1.85 0.59
1:C:4170:LYS:HE3 1:C:4916:LEU:HD23 1.85 0.59
1:D:2204:PHE:O 1:D:2211:ASN:ND2 2.36 0.59
1:D:300:VAL:HG13 1:D:420:ARG:HH21 1.67 0.59
1:A:300: VAL:HG13 1:A:420:ARG:HH21 1.67 0.59
1:B:644:LEU:HD22 1:B:1632:ILE:HG22 1.84 0.59
1:C:1445: TRP:HE1 1:C:1508:GLY:HA3 1.67 0.59
1:C:227:TYR:HE1 1:C:355:LYS:HG2 1.68 0.59
1:A:677:LEU:HB2 1:A:755:.1LE:HB 1.85 0.59
1:C:1272:ARG:NH1 1:C:1587:HIS:O 2.36 0.58
1:C:1762:GLN:O 1:C:1779:SER:OG 2.21 0.58
1:C:2204:PHE:O 1:C:2211:ASN:ND2 2.36 0.58
1:A:1272:ARG:NH1 1:A:1587:HIS:O 2.36 0.58
1:B:3922: THR:O 1:B:3926:GLN:N 2.34 0.58
1:A:35:LEU:HD13 1:A:49:LEU:HD22 1.85 0.58
1:D:1444:GLY:HA?2 1:D:1487-MET:HB2 1.84 0.58
1:D:1445: TRP:HE1 1:D:1508:GLY:HA3 1.68 0.58
1:B:711:GLU:HG3 1:B:1449:ASP:HB3 1.85 0.58
1:A:2204:PHE:O 1:A:2211:ASN:ND2 2.36 0.58
1:A:711:GLU:HG3 1:A:1449:ASP:HB3 1.84 0.58
1:A:1086:ARG:HB2 1:A:1207:LEU:HB2 1.86 0.58
1:B:4085:VAL:HG12 | 1:B:4090:GLU:HG3 1.84 0.58
1:C:1444.GLY:HA2 1:C:1487:MET:HB2 1.84 0.58
1:C:677.LEU:HB2 1:C:755:ILE:HB 1.86 0.58
1:B:58:VAL:HG22 1:B:320:GLU:HA 1.86 0.58
1:D:650:ASN:HA 1:D:1626:GLN:HG2 1.86 0.58
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:D:188:SER:HB2 1:D:190:ARG:HH21 1.68 0.58
1:D:1726:ILE:HD11 | 1:D:2121:LEU:HD11 1.86 0.58
1:B:2204:PHE:O 1:B:2211:ASN:ND2 2.37 0.58
1:A:1762: GLN:O 1:A:1779:SER:OG 2.22 0.58
1:C:3879:LEU:HD12 | 1:C:3917:VAL:HG13 1.86 0.58
1:D:35:LEU:HD13 1:D:49:LEU:HD22 1.85 0.58
1:B:3879:LEU:HD12 | 1:B:3917:VAL:HG13 1.85 0.57
1:C:188:SER:HB2 1:C:190:ARG:HH21 1.69 0.57
1:C:58:VAL:HG22 1:C:320:GLU:HA 1.86 0.57
1:B:1086:ARG:HB2 1:B:1207:LEU:HB2 1.85 0.57
1:D:227:'TYR:HE1 1:D:355:LYS:HG2 1.68 0.57
1:D:711:GLU:HG3 1:D:1449:ASP:HB3 1.84 0.57
1:B:1272:ARG:NH1 1:B:1587:HIS:O 2.36 0.57
1:C:35:LEU:HD13 1:C:49:LEU:HD22 1.86 0.57
1:A:1726:1ILE:HD11 | 1:A:2121:LEU:HD11 1.87 0.57
1:C:4617:TYR:OH 1:C:4629:GLY:O 2.23 0.57
1:A:3922: THR:O 1:A:3926:GLN:N 2.34 0.57
1:C:1086:ARG:HB2 1:C:1207:LEU:HB2 1.86 0.57
1:B:672:LYS:HA 1:B:760:ASP:HA 1.87 0.57
1:B:897:LYS:HD3 1:B:918:LEU:HD21 1.86 0.57
1:C:897:LYS:HD3 1:C:918:LEU:HD21 1.86 0.57
1:D:58:VAL:HG22 1:D:320:GLU:HA 1.86 0.57
1:A:58:VAL:HG22 1:A:320:GLU:HA 1.87 0.57
1:B:650:ASN:HA 1:B:1626:GLN:HG2 1.85 0.57
1:B:677:LEU:HB2 1:B:755:1LE:HB 1.85 0.57
1:A:3879:LEU:HD12 | 1:A:3917:VAL:HG13 1.87 0.57
1:B:227'TYR:HE1 1:B:355:LYS:HG2 1.70 0.57
1:B:4617:'TYR:OH 1:B:4629:GLY:O 2.23 0.57
1:C:672:LYS:HA 1:C:760:ASP:HA 1.87 0.57
1:D:672:LYS:HA 1:D:760:ASP:HA 1.87 0.57
1:A:672:LYS:HA 1:A:760:ASP:HA 1.87 0.56
1:B:3914:ALA:HA 1:B:3917:VAL:HG12 1.87 0.56
1:D:1086:ARG:HB2 1:D:1207:LEU:HB2 1.86 0.56
1:C:650:ASN:HA 1:C:1626:GLN:HG2 1.86 0.56
1:D:4800: GLY:HA2 1:D:4804:ASP:HB3 1.87 0.56
1:A:2737:LYS:HB3 1:A:2742: TRP:HB2 1.88 0.56
1:D:677:LEU:HB2 1:D:755:1LE:HB 1.86 0.56
1:B:756:SER:HB3 1:B:769:ARG:HB2 1.87 0.56
1:C:1726:ILE:HD11 | 1:C:2121:LEU:HD11 1.87 0.56
1:C:4045:SER:HA 1:C:4078: THR:HA 1.87 0.56
1:D:2071:ALA:HA 1:D:2076:1ILE:HD11 1.87 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:D:258:ARG:NH1 1:D:317:MET:SD 2.79 0.56
1:B:1762:GLN:O 1:B:1779:SER:OG 2.22 0.56
1:B:2737:LYS:HB3 1:B:2742: TRP:HB2 1.88 0.56
1:C:4888:LYS:HA 1:C:4895:GLY:HA2 1.88 0.56
1:C:905:GLY:HA3 1:C:914:GLN:HB3 1.88 0.56
1:D:4617:TYR:OH 1:D:4629:GLY:O 2.23 0.56
1:A:364:GLN:HE21 1:A:369:GLY:HA2 1.71 0.56
1:B:905:GLY:HA3 1:B:914:GLN:HB3 1.87 0.56
1:D:897:LYS:HD3 1:D:918:LEU:HD21 1.87 0.56
1:B:258: ARG:NH1 1:B:317:MET:SD 2.78 0.56
1:B:35:LEU:HD13 1:B:49:LEU:HD22 1.87 0.56
1:B:4888:LYS:HA 1:B:4895:GLY:HA2 1.87 0.56
1:A:258:ARG:NH1 1:A:317:-MET:SD 2.79 0.56
1:A:3804:LEU:HD13 | 1:A:3910:ALA:HB2 1.88 0.56
1:A:905:GLY:HA3 1:A:914:GLN:HB3 1.88 0.56
1:A:897:LYS:HD3 1:A:918:LEU:HD21 1.87 0.56
1:B:3804:LEU:HD13 | 1:B:3910:ALA:HB2 1.88 0.56
1:C:258:ARG:NH1 1:C:317:MET:SD 2.78 0.56
1:C:4800:GLY:HA2 1:C:4804:ASP:HB3 1.88 0.56
1:D:3879:LEU:HD12 | 1:D:3917:VAL:HG13 1.87 0.56
1:D:4045:SER:HA 1:D:4078: THR:HA 1.87 0.56
1:D:905:GLY:HA3 1:D:914:GLN:HB3 1.88 0.56
1:B:364:GLN:HE21 1:B:369:GLY:HA?2 1.71 0.56
1:C:4835:PRO:HB2 1:C:4841:GLU:HG3 1.87 0.56
1:D:364:GLN:HE21 1:D:369:GLY:HA2 1.71 0.56
1:D:1137:PHE:HA 1:D:1144:ARG:HA 1.88 0.55
1:A:228:LEU:HD12 1:A:354:ILE:HB 1.89 0.55
1:A:227'TYR:HE1 1:A:355:LYS:HG2 1.70 0.55
1:A:4045:SER:HA 1:A:4078: THR:HA 1.87 0.55
1:A:4617:TYR:OH 1:A:4629:GLY:O 2.23 0.55
1:C:1137:PHE:HA 1:C:1144:ARG:HA 1.89 0.55
1:C:2737:LYS:HB3 1:C:2742: TRP:HB2 1.88 0.55
1:D:559:ILE:HD13 1:D:593:HIS:HB3 1.88 0.55
1:D:756:SER:HB3 1:D:769:ARG:HB2 1.87 0.55
1:A:756:SER:HB3 1:A:769:ARG:HB2 1.87 0.55
1:B:4780:TYR:HA 1:B:4783: THR:HG22 1.89 0.55
1:C:756:SER:HB3 1:C:769:ARG:HB2 1.88 0.55
1:C:4791:ARG:HH12 1:D:4559:HIS:HE1 1.53 0.55
1:D:3804:LEU:HD13 | 1:D:3910:ALA:HB2 1.88 0.55
1:A:1137:PHE:HA 1:A:1144:ARG:HA 1.88 0.55
1:B:4045:SER:HA 1:B:4078: THR:HA 1.88 0.55
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:D:3914:ALA:HA 1:D:3917:VAL:HG12 1.88 0.55
1:C:364:GLN:HE21 1:C:369:GLY:HA2 1.71 0.55
1:D:4817:HIS:CE1 1:D:4828:1LE:HD12 2.40 0.55
1:A:1245:ARG:HE 1:A:1692:LYS:HG2 1.72 0.55
1:D:776:GLN:HB3 1:D:1470:GLY:HA3 1.89 0.55
1:D:2737:LYS:HB3 1:D:2742: TRP:HB2 1.88 0.55
1:A:2404:ALA:HB3 | 1:A:2475:ARG:HH21 1.72 0.54
1:A:4888:LYS:HA 1:A:4895:GLY:HA2 1.89 0.54
1:B:1726:ILE:HD11 | 1:B:2121:LEU:HD11 1.88 0.54
1:B:4835:PRO:HB2 1:B:4841:GLU:HG3 1.88 0.54
1:C:4817:HIS:CE1 1:C:4828:ILE:HD12 2.40 0.54
1:C:4915:ASN:O 1:C:4917:ALA:N 2.41 0.54
1:A:1607:ASP:HB3 | 1:A:1608:VAL:HG23 1.89 0.54
1:B:4817:HIS:CE1 1:B:4828:ILE:HD12 2.39 0.54
1:C:3804:LEU:HD13 | 1:C:3910:ALA:HB2 1.88 0.54
1:A:559:ILE:HD13 1:A:593:HIS:HB3 1.88 0.54
1:B:1137:PHE:HA 1:B:1144:ARG:HA 1.89 0.54
1:B:1245:ARG:HE 1:B:1692:LYS:HG2 1.72 0.54
1:B:4915:ASN:O 1:B:4917:ALA:N 2.40 0.54
1:C:3914:ALA:HA 1:C:3917:VAL:HG12 1.88 0.54
1:A:123:HIS:HD2 1:A:126:SER:H 1.55 0.54
1:A:1601:ASN:ND2 1:A:1643:GLU:OE2 2.41 0.54
1:A:3914:ALA:HA 1:A:3917:VAL:HG12 1.88 0.54
1:A:4754:LEU:.CD1 1:D:4770:LEU:HB3 2.36 0.54
1:A:4791:ARG:HH12 1:B:4559:HIS:HE1 1.54 0.54
1:B:1607:ASP:HB3 | 1:B:1608:VAL:HG23 1.88 0.54
1:C:4780: TYR:HA 1:C:4783: THR:HG22 1.89 0.54
1:C:559:ILE:HD13 1:C:593:HIS:HB3 1.89 0.54
1:D:4835:PRO:HB2 1:D:4841:GLU:HG3 1.89 0.54
1:A:4817:HIS:CE1 1:A:4828.1LE:HD12 2.40 0.54
1:B:123:HIS:HD2 1:B:126:SER:H 1.56 0.54
1:B:1510:VAL:HG12 | 1:B:1511:VAL:HG23 1.90 0.54
1:A:1629:SER:HA 1:A:1640:ASP:HA 1.90 0.54
1:A:4915:ASN:O 1:A:4917:ALA:N 2.41 0.54
1:C:1252:SER:HB2 1:C:1598:ARG:HB2 1.90 0.54
1:C:1607:ASP:HB3 1:C:1608:VAL:HG23 1.89 0.54
1:C:2071:ALA:HA 1:C:2076:1LE:HD11 1.88 0.54
1:B:228:LEU:HD12 1:B:354:1LE:HB 1.90 0.54
1:C:2404:ALA:HB3 | 1:C:2475:ARG:HH21 1.73 0.54
1:A:3670:LEU:HD22 | 1:A:3674:ARG:HH21 1.73 0.54
1:B:281:ARG:NH1 1:B:346:VAL:O 2.41 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:1601:ASN:ND2 1:C:1643:GLU:OE2 2.41 0.54
1:C:2489:LEU:O 1:C:2492:GLY:N 2.41 0.54
1:C:652:VAL:HG11 1:C:715:GLY:HA2 1.90 0.54
1:D:228:LEU:HD12 1:D:354:ILE:HB 1.89 0.54
1:D:4915:ASN:O 1:D:4917:ALA:N 2.41 0.54
1:A:4835:PRO:HB2 1:A:4841:GLU:HG3 1.89 0.54
1:B:1601:ASN:ND2 1:B:1643:GLU:OE2 2.41 0.54
1:B:4800:GLY:HA2 1:B:4804:ASP:HB3 1.90 0.54
1:D:2404:ALA:HB3 | 1:D:2475:ARG:HH21 1.73 0.54
1:A:2489:LEU:O 1:A:2492:GLY:N 2.41 0.54
1:A:4823:ARG:NH1 1:D:4826:GLY:O 2.41 0.54
1:B:1267:HIS:HB3 1:B:1294:ASN:HD21 1.73 0.54
1:C:123:HIS:HD2 1:C:126:SER:H 1.56 0.54
1:C:1267:HIS:HB3 1:C:1294:ASN:HD21 1.73 0.54
1:C:1629:SER:HA 1:C:1640:ASP:HA 1.90 0.54
1:D:1601:ASN:ND2 1:D:1643:GLU:OE2 2.41 0.54
1:D:1629:SER:HA 1:D:1640:ASP:HA 1.90 0.54
1:A:243:GLU:HA 1:A:264:GLY:HA2 1.89 0.53
1:A:776:GLN:HB3 1:A:1470:GLY:HA3 1.89 0.53
1:B:1431:ARG:HB3 1:B:1554:GLN:HB2 1.90 0.53
1:B:2489:LEU:O 1:B:2492:GLY:N 2.41 0.53
1:B:4171:ARG:HH21 | 1:B:4171:ARG:HG3 1.72 0.53
1:D:1267:HIS:HB3 1:D:1294: ASN:HD21 1.73 0.53
1:A:1510: VAL:HG12 | 1:A:1511:VAL:HG23 1.90 0.53
1:A:2071:ALA:HA 1:A:2076:ILE:HD11 1.90 0.53
1:A:800:VAL:HG23 | 1:A:1619:VAL:HG13 1.90 0.53
1:B:3670:LEU:HD22 | 1:B:3674:ARG:HH21 1.73 0.53
1:B:4810:MET:HB3 1:C:4519:LEU:O 2.08 0.53
1:A:4780: TYR:HA | 1:A:4783: THR:HG22 1.89 0.53
1:B:800:VAL:HG23 | 1:B:1619:VAL:HG13 1.90 0.53
1:C:1510:VAL:HG12 | 1:C:1511:VAL:HG23 1.90 0.53
1:D:123:HIS:HD?2 1:D:126:SER:H 1.55 0.53
1:D:1690: GLU:OE2 1:D:1790:LYS:NZ 2.39 0.53
1:A:1690:GLU:OE2 1:A:1790:LYS:NZ 2.39 0.53
1:B:1252:SER:HB2 1:B:1598:ARG:HB2 1.90 0.53
1:B:4191:VAL:HA 1:B:4194:CYS:HB2 1.91 0.53
1:D:3670:LEU:HD22 | 1:D:3674:ARG:HH21 1.74 0.53
1:A:4800:GLY:HA2 1:A:4804:ASP:HB3 1.90 0.53
1:B:1629:SER:HA 1:B:1640:ASP:HA 1.90 0.53
1:B:4188:GLU:O 1:B:4192:ASN:ND2 2.42 0.53
1:A:1442:TRP:HD1 | 1:A:1488:VAL:HG13 1.74 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:4826:GLY:O 1:B:4823:ARG:NH1 2.42 0.53
1:D:800:VAL:HG23 | 1:D:1619:VAL:HG13 1.91 0.53
1:A:1267:HIS:HB3 1:A:1294:ASN:HD21 1.74 0.53
1:B:1128:LEU:HD13 1:B:1206:SER:HB2 1.90 0.53
1:C:1128:LEU:HD13 | 1:C:1206:SER:HB2 1.91 0.53
1:D:2489:LEU:O 1:D:2492:GLY:N 2.41 0.53
1:D:4888:LYS:HA 1:D:4895:GLY:HA2 1.90 0.53
1:B:4752:LYS:HG3 1:B:4755:ARG:HE 1.74 0.53
1:B:559:1LE:HD13 1:B:593:HIS:HB3 1.89 0.53
1:C:243:GLU:HA 1:C:264:GLY:HA2 1.90 0.53
1:C:228.LEU:HD12 1:C:354:ILE:HB 1.89 0.53
1:B:4791:ARG:HH12 1:C:4559:HIS:HE1 1.53 0.53
1:D:1607:ASP:HB3 | 1:D:1608:VAL:HG23 1.90 0.53
1:D:243:GLU:HA 1:D:264:GLY:HA2 1.89 0.53
1:A:1128:LEU:HD13 | 1:A:1206:SER:HB2 1.90 0.53
1:A:1431:ARG:HB3 1:A:1554:GLN:HB2 1.90 0.53
1:C:3670:LEU:HD22 | 1:C:3674:ARG:HH?21 1.72 0.53
1:D:1442: TRP:HB2 1:D:1544:PHE:HB2 1.91 0.53
1:A:1442:TRP:HB2 1:A:1544:PHE:HB2 1.91 0.53
1:D:1245:ARG:HE 1:D:1692:LYS:HG2 1.74 0.53
1:D:4780: TYR:HA 1:D:4783: THR:HG22 1.90 0.53
1:C:1431:ARG:HB3 1:C:1554:GLN:HB2 1.91 0.52
1:C:800:VAL:HG23 | 1:C:1619:VAL:HG13 1.91 0.52
1:D:1510:VAL:HG12 | 1:D:1511:VAL:HG23 1.91 0.52
1:B:652:VAL:HG11 1:B:715:GLY:HA2 1.90 0.52
1:C:3645:LEU:HB2 | 1:C:3665:LEU:HD12 1.91 0.52
1:C:4810:MET:HB3 1:D:4519:LEU:O 2.09 0.52
1:D:1431:ARG:HB3 1:D:1554: GLN:HB2 1.91 0.52
1:B:243:GLU:HA 1:B:264:GLY:HA?2 1.90 0.52
1:B:776:GLN:HB3 1:B:1470:GLY:HA3 1.90 0.52
1:C:712:GLU:OE2 1:C:1636:ASN:ND2 2.43 0.52
1:C:4014:ILE:HA 1:C:4017:PHE:HB3 1.92 0.52
1:D:1128:LEU:HD13 | 1:D:1206:SER:HB2 1.91 0.52
1:D:1266:GLU:O 1:D:1294: ASN:ND2 2.43 0.52
1:D:4014:ILE:HA 1:D:4017:PHE:HB3 1.92 0.52
1:D:4188:GLU:O 1:D:4192: ASN:ND2 2.43 0.52
1:A:4519:LEU:O 1:D:4810:MET:HB3 2.09 0.52
1:C:4191:VAL:HA 1:C:4194:CYS:HB2 1.92 0.52
1:B:2794:ARG:HB2 1:B:2901:GLY:HA3 1.92 0.52
1:B:3645:LEU:HB2 1:B:3665:LEU:HD12 1.92 0.52
1:C:1442: TRP:HB2 1:C:1544:PHE:HB2 1.91 0.52
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1:B:1442: TRP:HB2 1:B:1544:PHE:HB?2 1.92 0.52
1:B:2130:LEU:HD12 | 1:B:2133:VAL:HG21 1.92 0.52
1:B:2404:ALA:HB3 | 1:B:2475:ARG:HH21 1.74 0.52
1:B:227:TYR:CE1 1:B:355:LYS:HG2 2.45 0.52
1:C:2130:LEU:HD12 | 1:C:2133:VAL:HG21 1.92 0.52
1:D:3924:TYR:O 1:D:3932: ASN:ND2 2.43 0.52
1:A:4188:GLU:O 1:A:4192:ASN:ND2 2.42 0.52
1:A:4810:MET:HB3 1:B:4519:LEU:O 2.09 0.52
1:C:776:GLN:HB3 1:C:1470:GLY:HA3 1.90 0.52
1:D:281:ARG:NH1 1:D:346:VAL:O 2.42 0.52
1:C:2794:ARG:HB2 1:C:2901:GLY:HA3 1.92 0.52
1:C:4817:HIS:HA 1:C:4821:GLY:H 1.75 0.52
1:D:1252:SER:HB2 1:D:1598:ARG:HB2 1.91 0.52
1:D:3730:ALA:HA 1:D:3733:HIS:CE1 2.45 0.52
1:A:4559:HIS:HE1 1:D:4791:ARG:HH12 1.54 0.52
1:A:3665:LEU:HD22 | 1:A:3735:ARG:HH11 1.75 0.52
1:A:4608:ALA:HB1 | 1:A:4650:VAL:HG11 1.92 0.52
1:C:4770:LEU:HB3 1:D:4754:LEU:CD1 2.37 0.52
1:D:1272: ARG:NH2 1:D:1590:PHE:O 2.43 0.52
1:D:3645:LEU:HB2 | 1:D:3665:LEU:HD12 1.92 0.52
1:D:4817:HIS:HA 1:D:4821:GLY:H 1.74 0.52
1:D:652:VAL:HG11 1:D:715:GLY:HA2 1.92 0.52
1:A:2794:ARG:HB2 1:A:2901:GLY:HA3 1.92 0.52
1:B:1442: TRP:HD1 | 1:B:1488:VAL:HG13 1.75 0.52
1:C:227:TYR:CE1 1:C:355:LYS:HG2 2.44 0.52
1:C:3665:LEU:HD22 | 1:C:3735:ARG:HH11 1.75 0.52
1:C:4188:GLU:O 1:C:4192:ASN:ND2 2.42 0.52
1:D:598:ILE:HG23 1:D:636:LEU:HD12 1.92 0.52
1:A:3730:ALA:HA 1:A:3733:HIS:CE1 2.45 0.51
1:B:2071:ALA:HA 1:B:2076:ILE:HD11 1.91 0.51
1:D:1442: TRP:HD1 | 1:D:1488:VAL:HG13 1.75 0.51
1:D:1703: TYR:HD2 1:D:1820:PRO:HB2 1.75 0.51
1:D:2076:ILE:HG21 | 1:D:2081:LEU:HD22 1.92 0.51
1:D:4170:LYS:HE2 1:D:4916:LEU:HD23 1.91 0.51
1:A:227:'TYR:CE1 1:A:355:LYS:HG2 2.45 0.51
1:A:4752:LYS:HG3 1:A:4755:ARG:HE 1.76 0.51
1:B:3730:ALA:HA 1:B:3733:HIS:CE1 2.46 0.51
1:B:3665:LEU:HD22 | 1:B:3735:ARG:HH11 1.75 0.51
1:C:2076:ILE:HG21 | 1:C:2081:LEU:HD22 1.92 0.51
1:C:2083:ARG:HG3 | 1:C:3688:LEU:HD22 1.92 0.51
1:D:3665:LEU:HD22 | 1:D:3735:ARG:HH11 1.76 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:D:4608:ALA:HB1 | 1:D:4650:VAL:HG11 1.91 0.51
1:A:2130:LEU:HD12 | 1:A:2133:VAL:HG21 1.93 0.51
1:A:3645:LEU:HB2 | 1:A:3665:LEU:HD12 1.93 0.51
1:A:4014:.ILE:HA 1:A:4017:PHE:HB3 1.91 0.51
1:A:4191:VAL:HA 1:A:4194:CYS:HB2 1.93 0.51
1:B:3742:LEU:HD23 | 1:B:3781:TYR:HB3 1.92 0.51
1:D:227'TYR:CE1 1:D:355:LYS:HG2 2.45 0.51
1:A:1266:GLU:O 1:A:1294:ASN:ND2 2.43 0.51
1:B:4824:ALA:HB3 1:B:4827:GLY:H 1.75 0.51
1:C:1124:PRO:HB2 1:C:1252:SER:HB3 1.93 0.51
1:C:1272:ARG:NH?2 1:C:1590:PHE:O 2.44 0.51
1:D:866:PRO:HD?2 1:D:1009:ARG:HD2 1.92 0.51
1:D:2794:ARG:HB2 1:D:2901:GLY:HA3 1.92 0.51
1:D:2083:ARG:HG3 | 1:D:3688:LEU:HD22 1.92 0.51
1:A:1252:SER:HB2 1:A:1598:ARG:HB2 1.91 0.51
1:A:1272: ARG:NH2 1:A:1590:PHE:O 2.44 0.51
1:C:866:PRO:HD2 1:C:1009:ARG:HD?2 1.92 0.51
1:C:1266:GLU:O 1:C:1294:ASN:ND2 2.43 0.51
1:C:3730:ALA:HA 1:C:3733:HIS:CE1 2.45 0.51
1:C:3924:TYR:O 1:C:3932: ASN:ND2 2.43 0.51
1:A:281:ARG:NH1 1:A:346:VAL:O 2.42 0.51
1:A:4817:HIS:HA 1:A:4821:GLY:H 1.74 0.51
1:D:1124:PRO:HB2 1:D:1252:SER:HB3 1.93 0.51
1:A:866:PRO:HD2 1:A:1009:ARG:HD2 1.92 0.51
1:B:1272:ARG:NH2 1:B:1590:PHE:O 2.44 0.51
1:B:2076:ILE:HG21 | 1:B:2081:LEU:HD22 1.91 0.51
1:C:598:ILE:HG23 1:C:636:LEU:HD12 1.93 0.51
1:A:1124:PRO:HB2 1:A:1252:SER:HB3 1.93 0.51
1:B:1124:PRO:HB2 1:B:1252:SER:HB3 1.93 0.51
1:C:1245:ARG:HE 1:C:1692:LYS:HG2 1.75 0.51
1:C:1442:TRP:HD1 | 1:C:1488:VAL:HG13 1.75 0.51
1:D:712:GLU:OE2 1:D:1636:ASN:ND2 2.43 0.51
1:A:677:LEU:HD23 1:A:802:PHE:HA 1.93 0.51
1:B:866:PRO:HD2 1:B:1009:ARG:HD2 1.93 0.51
1:B:4817:HIS:HA 1:B:4821:GLY:H 1.75 0.51
1:B:598:1LE:HG23 1:B:636:LEU:HD12 1.93 0.51
1:D:2226:SER:HB2 1:D:2241:LEU:HB2 1.93 0.51
1:A:1184:ASP:0D2 1:A:1188:SER:OG 2.29 0.51
1:A:3924:TYR:O 1:A:3932:ASN:ND2 2.44 0.51
1:A:394:HIS:HD2 1:A:397:GLY:H 1.59 0.51
1:D:2130:LEU:HD12 | 1:D:2133:VAL:HG21 1.92 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:A:1703:TYR:HD2 1:A:1820:PRO:HB2 1.76 0.50
1:A:2076:ILE:HG21 | 1:A:2081:LEU:HD22 1.92 0.50
1:A:2083:ARG:HG3 | 1:A:3688:LEU:HD22 1.93 0.50
1:B:2163:MET:HA 1:B:2166:LEU:HD12 1.93 0.50
1:B:394:HIS:HD2 1:B:397:GLY:H 1.59 0.50
1:B:4014:ILE:HA 1:B:4017:PHE:HB3 1.91 0.50
1:B:4170:LYS:HE?2 1:B:4174:ILE:HD11 1.93 0.50
1:C:1690:GLU:OE2 1:C:1790:LYS:NZ 2.39 0.50
1:C:2226:SER:HB2 1:C:2241:LEU:HB2 1.94 0.50
1:C:4891:ILE:HD13 1:C:4914:HIS:HB3 1.92 0.50
1:A:2226:SER:HB2 1:A:2241:LEU:HB2 1.93 0.50
1:B:1703: TYR:HD2 1:B:1820:PRO:HB2 1.76 0.50
1:B:3924:TYR:O 1:B:3932:ASN:ND2 2.44 0.50
1:A:598:ILE:HG23 1:A:636:LEU:HD12 1.92 0.50
1:B:1266:GLU:O 1:B:1294:ASN:ND2 2.44 0.50
1:B:2083:ARG:HG3 | 1:B:3688:LEU:HD22 1.93 0.50
1:C:598:1ILE:HD13 1:C:636:LEU:HB2 1.94 0.50
1:D:2163:MET:HA 1:D:2166:LEU:HD12 1.93 0.50
1:B:712:GLU:OE2 1:B:1636:ASN:ND2 2.44 0.50
1:A:3779:LEU:HD11 1:A:3783:LYS:HE2 1.94 0.50
1:A:4780:TYR:O 1:A:4784:VAL:HG23 2.12 0.50
1:C:1703:TYR:HD2 1:C:1820:PRO:HB2 1.76 0.50
1:C:2163:MET:HA 1:C:2166:LEU:HD12 1.94 0.50
1:C:281:ARG:NH1 1:C:346:VAL:O 2.41 0.50
1:D:4191:VAL:HA 1:D:4194:CYS:HB2 1.93 0.50
1:D:677:LEU:HD23 1:D:802:PHE:HA 1.93 0.50
1:A:652:VAL:HG11 1:A:715:GLY:HA2 1.92 0.50
1:B:4608:ALA:HB1 | 1:B:4650:VAL:HG11 1.93 0.50
1:D:394:HIS:HD?2 1:D:397:GLY:H 1.60 0.50
1:D:3779:LEU:HD11 1:D:3783:LYS:HE?2 1.94 0.50
1:D:4891:ILE:HD13 1:D:4914:HIS:HB3 1.93 0.50
1:A:2521:LEU:HD22 | 1:A:2565:ALA:HB2 1.94 0.50
1:B:1690:GLU:OE2 1:B:1790:LYS:NZ 2.39 0.50
1:B:3779:LEU:HD11 1:B:3783:LYS:HE?2 1.94 0.50
1:C:2723:ASN:OD1 1:C:2773:ARG:NH2 2.45 0.50
1:D:1706:LEU:HD21 | 1:D:1787:LEU:HD21 1.94 0.50
1:A:2163:MET:HA 1:A:2166:LEU:HD12 1.92 0.50
1:A:4824:ALA:HB3 1:A:4827:GLY:H 1.77 0.50
1:C:3742:LEU:HD23 | 1:C:3781:TYR:HB3 1.93 0.50
1:A:3879:LEU:HD13 | 1:A:3921:LEU:HD12 1.94 0.49
1:C:3779:LEU:HD11 1:C:3783:LYS:HE?2 1.94 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:4060: THR:OG1 1:C:4063:GLU:OE1 2.26 0.49
1:C:4780: TYR:O 1:C:4784:VAL:HG23 2.12 0.49
1:C:677:LEU:HD23 1:C:802:PHE:HA 1.93 0.49
1:D:1184:ASP:HB3 1:D:1186:SER:H 1.77 0.49
1:D:2723:ASN:OD1 1:D:2773:ARG:NH2 2.45 0.49
1:B:1160:ASP:OD1 1:B:1178:ASN:ND2 2.43 0.49
1:B:677:LEU:HD23 1:B:802:PHE:HA 1.93 0.49
1:C:1184:ASP:0OD2 1:C:1188:SER:OG 2.29 0.49
1:C:3990:ASN:ND2 1:C:3991:VAL:O 2.45 0.49
1:A:4627:ILE:O 1:A:4631: TRP:N 2.46 0.49
1:A:4640:SER:.OG 1:A:4703:ASP:0OD2 2.29 0.49
1:A:4891:1LE:HD13 1:A:4914:HIS:HB3 1.93 0.49
1:C:1706:LEU:HD21 | 1:C:1787:LEU:HD21 1.95 0.49
1:D:4114: THR:HA 1:D:4117:GLN:HB2 1.95 0.49
1:D:4780:TYR:O 1:D:4784:VAL:HG23 2.11 0.49
1:D:4824:ALA:HB3 1:D:4827:GLY:H 1.77 0.49
1:D:598:1ILE:HD13 1:D:636:LEU:HB2 1.94 0.49
1:A:2222:LEU:HD21 1:A:2243:VAL:HB 1.94 0.49
1:A:235:ARG:HE 1:A:274:LEU:HD21 1.77 0.49
1:B:2226:SER:HB2 1:B:2241:LEU:HB2 1.94 0.49
1:B:2723:ASN:OD1 1:B:2773:ARG:NH2 2.45 0.49
1:B:4780:TYR:O 1:B:4784:VAL:HG23 2.13 0.49
1:C:4824:ALA:HB3 1:C:4827:GLY:H 1.77 0.49
1:D:2521:LEU:HD22 | 1:D:2565:ALA:HB2 1.94 0.49
1:A:4114: THR:HA 1:A:4117:GLN:HB2 1.95 0.49
1:A:4189:LEU:HA 1:A:4192:ASN:HD22 1.77 0.49
1:B:4060: THR:OG1 1:B:4063:GLU:OE1 2.26 0.49
1:D:3879:LEU:HD13 | 1:D:3921:LEU:HD12 1.95 0.49
1:A:1706:LEU:HD21 | 1:A:1787:LEU:HD21 1.93 0.49
1:A:712:GLU:OE2 1:A:1636:ASN:ND2 2.44 0.49
1:C:1184:ASP:HB3 1:C:1186:SER:H 1.77 0.49
1:D:2222:LEU:HD21 1:D:2243:VAL:HB 1.94 0.49
1:A:1716:THR:HA 1:A:1719:LEU:HD12 1.95 0.49
1:B:2222:LEU:HD21 1:B:2243:VAL:HB 1.94 0.49
1:B:218:SER:HB3 1:B:286:GLY:HA3 1.94 0.49
1:B:4627:ILE:O 1:B:4631:TRP:N 2.46 0.49
1:C:1938:GLN:HE22 1:C:3614:ARG:HA 1.77 0.49
1:B:298:ARG:HA 1:B:305:TYR:HA 1.94 0.49
1:C:1244:ASN:HD22 | 1:C:1801:GLU:HG2 1.78 0.49
1:C:4608:ALA:HB1 | 1:C:4650:VAL:HG11 1.93 0.49
1:C:843:GLU:HA 1:C:848:ARG:HG2 1.95 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:D:1692:LYS:HA 1:D:1810: VAL:HG13 1.95 0.49
1:D:4189:LEU:HA 1:D:4192: ASN:HD22 1.78 0.49
1:A:1160:ASP:OD1 1:A:1178:ASN:ND2 2.43 0.49
1:A:1654:HIS: O 1:A:1657: THR:OG1 2.27 0.49
1:A:2723:ASN:OD1 1:A:2773:ARG:NH2 2.45 0.49
1:B:4189:LEU:HA 1:B:4192:ASN:HD22 1.78 0.49
1:B:843:GLU:HA 1:B:848:ARG:HG2 1.94 0.49
1:C:2213:LYS:HA 1:C:2254:LEU:HD21 1.94 0.49
1:C:4627:ILE:O 1:C:4631: TRP:N 2.45 0.49
1:A:218:SER:HB3 1:A:286:GLY:HA3 1.95 0.49
1:A:3990:ASN:ND2 1:A:3991:VAL:O 2.46 0.49
1:B:4891:ILE:HD13 1:B:4914:HIS:HB3 1.94 0.49
1:C:2222:LEU:HD21 1:C:2243:VAL:HB 1.95 0.49
1:C:4171:ARG:NH2 1:C:4171:ARG:CG 2.73 0.49
1:D:2857:LYS:HE3 1:D:2861:LEU:HD11 1.95 0.49
1:D:3742:LEU:HD23 | 1:D:3781:TYR:HB3 1.95 0.49
1:A:3729:GLN:NE2 1:A:3767:LEU:O 2.47 0.48
1:A:4796:LYS:NZ 1:A:4807:CYS:SG 2.82 0.48
1:B:1121:GLY:O 1:B:1133:ARG:NH1 2.43 0.48
1:B:1184:ASP:0OD2 1:B:1188:SER:OG 2.29 0.48
1:B:3990:ASN:ND2 1:B:3991:VAL:O 2.46 0.48
1:B:598:1LE:HD13 1:B:636:LEU:HB2 1.95 0.48
1:B:678: MET:HG3 1:B:754:VAL:HG22 1.94 0.48
1:C:1121:GLY:O 1:C:1133:ARG:NH1 2.43 0.48
1:C:1692:LYS:HA 1:C:1810: VAL:HG13 1.95 0.48
1:C:218:SER:HB3 1:C:286:GLY:HA3 1.95 0.48
1:A:843:GLU:HA 1:A:848:ARG:HG2 1.94 0.48
1:B:290:ARG:HH22 1:B:343:ARG:HG3 1.78 0.48
1:B:4114: THR:HA 1:B:4117:GLN:HB2 1.95 0.48
1:D:1160:ASP:OD1 1:D:1178:ASN:ND2 2.42 0.48
1:D:128:MET:HB3 1:D:149:LEU:HB3 1.95 0.48
1:A:4770:LEU:HB3 1:B:4754:.LEU:CD1 2.40 0.48
1:C:4826:GLY:O 1:D:4823:ARG:NH1 2.46 0.48
1:D:1184:ASP:0OD2 1:D:1188:SER:OG 2.29 0.48
1:D:1931:ASP:O 1:D:3614:ARG:NH1 2.42 0.48
1:D:3990:ASN:ND2 1:D:3991:VAL:O 2.46 0.48
1:D:4060: THR:OG1 1:D:4063:GLU:OE1 2.26 0.48
1:D:4627:ILE:O 1:D:4631: TRP:N 2.45 0.48
1:D:4796:LYS:NZ 1:D:4807:CYS:SG 2.82 0.48
1:A:1184:ASP:HB3 1:A:1186:SER:H 1.78 0.48
1:C:1160:ASP:OD1 1:C:1178:ASN:ND2 2.43 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:128:MET:HB3 1:C:149:LEU:HB3 1.95 0.48
1:C:678:MET:HG3 1:C:754:VAL:HG22 1.96 0.48
1:D:2213:LYS:HA 1:D:2254:LEU:HD21 1.95 0.48
1:A:2857:LYS:HE3 1:A:2861:LEU:HD11 1.95 0.48
1:B:4826:GLY:O 1:C:4823:ARG:NH1 2.46 0.48
1:C:394:HIS:HD2 1:C:397:GLY:H 1.60 0.48
1:D:218:SER:HB3 1:D:286:GLY:HA3 1.96 0.48
1:D:843:GLU:HA 1:D:848:ARG:HG2 1.94 0.48
1:B:1184:ASP:HB3 1:B:1186:SER:H 1.77 0.48
1:D:235:ARG:HE 1:D:274:LEU:HD21 1.78 0.48
1:D:3690:MET:HE1 1:D:3754:PRO:HB2 1.96 0.48
1:D:4794: TYR:HB3 1:D:4807:CYS:HB2 1.95 0.48
1:A:4931:GLU:OE2 1:A:4942: TRP:NE1 2.46 0.48
1:B:4770:LEU:HB3 1:C:4754:LEU:CD1 2.39 0.48
1:C:2521:LEU:HD22 | 1:C:2565:ALA:HB2 1.95 0.48
1:A:2843:GLU:OE1 1:A:2887:ARG:NH2 2.47 0.48
1:B:1706:LEU:HD21 | 1:B:1787:LEU:HD21 1.94 0.48
1:D:1716: THR:HA 1:D:1719:LEU:HD12 1.95 0.48
1:D:3729:GLN:NE2 1:D:3767:LEU:O 2.47 0.48
1:D:4610:LYS:O 1:D:4615:GLY:N 2.46 0.48
1:A:4794:TYR:HB3 1:A:4807:CYS:HB2 1.96 0.48
1:A:678:MET:HG3 1:A:754:VAL:HG22 1.95 0.48
1:B:1654:HIS:O 1:B:1657:- THR:OG1 2.28 0.48
1:B:1716: THR:HA 1:B:1719:LEU:HD12 1.96 0.48
1:B:235:ARG:HE 1:B:274:LEU:HD21 1.79 0.48
1:B:3729:GLN:NE2 1:B:3767:LEU:O 2.47 0.48
1:C:2857:LYS:HE3 1:C:2861:LEU:HD11 1.95 0.48
1:D:2528:LEU:HD11 1:D:2568:ASP:HA 1.96 0.48
1:B:1611:ILE:N 1:B:1620:GLN:O 2.43 0.48
1:B:1664:VAL:HG12 | 1:B:1672:VAL:HG11 1.96 0.48
1:C:235:ARG:HE 1:C:274.LEU:HD21 1.79 0.48
1:C:4114. THR:HA 1:C:4117:GLN:HB2 1.96 0.48
1:C:4610:LYS:O 1:C:4615:GLY:N 2.46 0.48
1:A:128:MET:HB3 1:A:149:LEU:HB3 1.96 0.47
1:B:1726:ILE:HB 1:B:2109:ILE:HD11 1.96 0.47
1:B:2521:LEU:HD22 | 1:B:2565:ALA:HB2 1.95 0.47
1:C:2843:GLU:OE1 1:C:2887:ARG:NH?2 2.47 0.47
1:C:3729:GLN:NE2 1:C:3767:LEU:O 2.47 0.47
1:C:650:ASN:ND2 1:C:795:SER:O 2.47 0.47
1:D:2843:GLU:OE1 1:D:2887:ARG:NH2 2.47 0.47
1:A:298:ARG:HA 1:A:305:TYR:HA 1.95 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)

1:A:3748:SER:HB2 1:A:3751:GLU:HB2 1.96 0.47
1:A:804:LEU:HD22 1:A:822:CYS:HB3 1.96 0.47
1:B:165:ALA:HB3 1:B:211:LEU:HD21 1.96 0.47
1:D:678:MET:HG3 1:D:754:VAL:HG22 1.96 0.47
1:B:2857:LYS:HE3 1:B:2861:LEU:HD11 1.95 0.47
1:B:3875:THR:HG21 | 1:B:3924:TYR:HE2 1.79 0.47
1:C:1716:THR:HA 1:C:1719:LEU:HD12 1.95 0.47
1:C:1931:ASP:O 1:C:3614:ARG:NH1 2.42 0.47
1:C:3952:PHE:HZ 1:C:3975:LEU:HD22 1.78 0.47
1:C:4931:GLU:OE2 1:C:4942: TRP:NE1 2.47 0.47
1:B:4046:LYS:HG3 1:B:4068:LEU:HD22 1.96 0.47
1:C:3875:THR:HG21 | 1:C:3924:TYR:HE2 1.79 0.47
1:D:3748:SER:HB2 1:D:3751:GLU:HB2 1.96 0.47
1:D:4931:GLU:OE2 1:D:4942: TRP:NE1 2.46 0.47
1:D:718:VAL:HA 1:D:736:CYS:HB2 1.96 0.47
1:A:3742:LEU:HD23 | 1:A:3781:TYR:HB3 1.95 0.47
1:A:718:VAL:HA 1:A:736:CYS:HB2 1.96 0.47
1:B:128:MET:HB3 1:B:149:LEU:HB3 1.96 0.47
1:B:4733:GLY:HA3 1:B:4740:PHE:CD1 2.50 0.47
1:C:165:ALA:HB3 1:C:211:LEU:HD21 1.96 0.47
1:C:3879:LEU:HD13 | 1:C:3921:LEU:HD12 1.96 0.47
1:C:4189:LEU:HA 1:C:4192:ASN:HD22 1.79 0.47
1:D:298:ARG:HA 1:D:305:TYR:HA 1.95 0.47
1:B:2843:GLU:OFE1 1:B:2887:ARG:NH?2 2.47 0.47
1:B:718:VAL:HA 1:B:736:CYS:HB2 1.97 0.47
1:C:1654:HIS:O 1:C:1657:THR:OG1 2.28 0.47
1:C:1707:ILE:HA 1:C:1711:LEU:HB2 1.96 0.47
1:C:2528:LEU:HD11 1:C:2568:ASP:HA 1.97 0.47
1:C:25: THR:HB 1:C:32:GLN:HB3 1.97 0.47
1:D:1121:GLY:O 1:D:1133:ARG:NH1 2.43 0.47
1:A:1132:GLU:HG2 | 1:A:1133:ARG:HG3 1.97 0.47
1:A:1611:1LE:N 1:A:1620:GLN:O 2.43 0.47
1:A:1664:VAL:HG12 | 1:A:1672:VAL:HG11 1.97 0.47
1:A:260:VAL:HG12 1:A:391:ALA:HB3 1.97 0.47
1:A:598:ILE:HD13 1:A:636:LEU:HB2 1.96 0.47
1:D:25:THR:HB 1:D:32:GLN:HB3 1.97 0.47
1:D:260:VAL:HG12 1:D:391:ALA:HB3 1.97 0.47
1:A:290:ARG:HH22 1:A:343:ARG:HG3 1.79 0.47
1:C:4796:LYS:NZ 1:C:4807:CYS:SG 2.82 0.47
1:B:1244:ASN:HD22 | 1:B:1801:GLU:HG2 1.79 0.47
1:B:2213:LYS:HA 1:B:2254:LEU:HD21 1.96 0.47
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:298:ARG:HA 1:C:305: TYR:HA 1.95 0.47
1:C:4046:LYS:HG3 1:C:4068:LEU:HD22 1.96 0.47
1:C:718:VAL:HA 1:C:736:CYS:HB2 1.97 0.47
1:C:804:LEU:HD22 1:C:822:CYS:HB3 1.97 0.47
1:D:165:ALA:HB3 1:D:211:LEU:HD21 1.96 0.47
1:D:3797:LEU:O 1:D:3800:SER:OG 2.32 0.47
1:B:207:PHE:CE2 1:C:2326:1LE:HG21 2.50 0.47
1:B:4931:GLU:OE2 1:B:4942: TRP:NE1 2.46 0.47
1:C:1833:1LE:HG22 1:C:1834:PHE:H 1.79 0.47
1:C:1726:1LE:HB 1:C:2109:1LE:HD11 1.97 0.47
1:D:1132:GLU:HG2 | 1:D:1133:ARG:HG3 1.97 0.47
1:D:1432:ILE:HD13 | 1:D:1441:VAL:HG21 1.97 0.47
1:D:1611:ILE:N 1:D:1620: GLN:O 2.43 0.47
1:D:3952:PHE:HZ 1:D:3975:LEU:HD22 1.80 0.47
1:D:4733:GLY:HA3 1:D:4740:PHE:CD1 2.50 0.47
1:A:1707:ILE:HA 1:A:1711:LEU:HB2 1.96 0.47
1:A:1692:LYS:HA 1:A:1810: VAL:HG13 1.98 0.47
1:A:2213:LYS:HA 1:A:2254:LEU:HD21 1.96 0.47
1:A:2390:MET:HG3 1:A:2465:HIS:CE1 2.50 0.47
1:A:4046:LYS:HG3 | 1:A:4068:LEU:HD22 1.96 0.47
1:B:260:VAL:HG12 1:B:391:ALA:HB3 1.96 0.47
1:B:559:1ILE:HA 1:B:562:LEU:HB2 1.98 0.47
1:C:260:VAL:HG12 1:C:391:ALA:HB3 1.97 0.47
1:D:1172: THR:HG21 | 1:D:1190:LEU:HD13 1.97 0.47
1:D:1833:ILE:HG22 1:D:1834:PHE:H 1.79 0.47
1:D:2264:GLU:OE2 1:D:2268:ARG:NH2 2.47 0.47
1:D:4046:LYS:HG3 | 1:D:4068:LEU:HD22 1.96 0.47
1:D:650:ASN:ND2 1:D:795:SER:O 2.47 0.47
1:A:1833:ILE:HG22 1:A:1834:PHE:H 1.79 0.46
1:A:2528:LEU:HD11 1:A:2568:ASP:HA 1.97 0.46
1:A:4610:LYS:O 1:A:4615:GLY:N 2.46 0.46
1:B:802:PHE:HB2 1:B:1617: TRP:HB2 1.97 0.46
1:B:1707:ILE:HA 1:B:1711:LEU:HB2 1.96 0.46
1:A:207:PHE:CE2 1:B:2326:ILE:HG21 2.51 0.46
1:B:3879:LEU:HD13 | 1:B:3921:LEU:HD12 1.96 0.46
1:B:804:LEU:HD22 1:B:822:CYS:HB3 1.96 0.46
1:D:170:SER:OG 1:D:171:GLU:N 2.49 0.46
1:D:1244:ASN:HD22 | 1:D:1801:GLU:HG2 1.79 0.46
1:D:4170:LYS:HE2 1:D:4916:LEU:CD2 2.45 0.46
1:A:1219:LYS:NZ 1:A:1244:ASN:O 2.49 0.46
1:A:314:LEU:HB2 1:A:393:MET:HG2 1.98 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)

1:A:4733:GLY:HA3 1:A:4740:PHE:CD1 2.50 0.46
1:B:4794:TYR:HB3 1:B:4807:CYS:HB2 1.97 0.46
1:C:2390:MET:HG3 1:C:2465:HIS:CE1 2.50 0.46
1:C:3748:SER:HB2 1:C:3751:GLU:HB2 1.97 0.46
1:B:1833:ILE:HG22 1:B:1834:PHE:H 1.79 0.46
1:B:25:THR:HB 1:B:32:GLN:HB3 1.97 0.46
1:B:2773:ARG:HA 1:B:2776:ILE:HD12 1.97 0.46
1:C:1132:GLU:HG2 | 1:C:1133:ARG:HG3 1.97 0.46
1:C:4018:PHE:O 1:C:4022:LEU:N 2.40 0.46
1:C:4733:GLY:HA3 1:C:4740:PHE:CD1 2.50 0.46
1:A:2773:ARG:HA 1:A:2776:1LE:HD12 1.97 0.46
1:A:25:THR:HB 1:A:32:GLN:HB3 1.97 0.46
1:B:1172:THR:HG21 | 1:B:1190:LEU:HD13 1.96 0.46
1:B:2390: MET:HG3 1:B:2465:HIS:CE1 2.51 0.46
1:C:1172:THR:HG21 | 1:C:1190:LEU:HD13 1.96 0.46
1:C:180:ASP:HB3 1:C:211:LEU:HD22 1.98 0.46
1:D:14:LEU:HD12 1:D:175:VAL:HG12 1.97 0.46
1:D:1707:ILE:HA 1:D:1711:LEU:HB2 1.96 0.46
1:D:2390:MET:HG3 1:D:2465:HIS:CE1 2.50 0.46
1:A:165:ALA:HB3 1:A:211:LEU:HD21 1.97 0.46
1:A:3904:GLN:NE2 1:A:3965:GLN:OE1 2.47 0.46
1:A:4018:PHE:O 1:A:4022:LEU:N 2.40 0.46
1:B:1692:LYS:HA 1:B:1810:VAL:HG13 1.98 0.46
1:C:170:SER:OG 1:C:171:GLU:N 2.48 0.46
1:C:20:VAL:HG12 1:C:216:PRO:HA 1.97 0.46
1:C:2264:GLU:OE2 1:C:2268:ARG:NH2 2.48 0.46
1:D:2773:ARG:HA 1:D:2776:ILE:HD12 1.98 0.46
1:D:649:VAL:HG21 1:D:713: TRP:HB3 1.98 0.46
1:A:1172: THR:HG21 | 1:A:1190:LEU:HD13 1.97 0.46
1:B:1165:-MET:HB2 1:B:1174:MET:HB2 1.98 0.46
1:B:1219:LYS:H 1:B:1240:ALA:HB3 1.80 0.46
1:B:2264:GLU:OE2 1:B:2268:ARG:NH2 2.47 0.46
1:B:2897:LEU:HB3 | 1:B:2904:VAL:HG21 1.98 0.46
1:B:4052:ALA:O 1:B:4056:HIS:ND1 2.48 0.46
1:B:4640:SER:OG 1:B:4703:ASP:0OD2 2.30 0.46
1:B:4796:LYS:NZ 1:B:4807:CYS:SG 2.82 0.46
1:C:290:ARG:HH22 1:C:343: ARG:HG3 1.81 0.46
1:D:686:VAL:O 1:D:687: THR:OG1 2.33 0.46
1:D:804:LEU:HD22 1:D:822:CYS:HB3 1.97 0.46
1:A:3875: THR:HG21 | 1:A:3924:TYR:HE2 1.81 0.46
1:B:1432:ILE:HD13 | 1:B:1441:VAL:HG21 1.98 0.46
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1:B:1449:ASP:N 1:B:1449:ASP:0OD1 2.49 0.46
1:B:1689:ILE:HA 1:B:1703: TYR:HE1 1.81 0.46
1:C:4616:LEU:HA 1:C:4620:GLU:HB2 1.98 0.46
1:C:695:VAL:HG21 1:C:755:1LE:HD13 1.98 0.46
1:D:717:GLY:O 1:D:736:CYS:N 2.45 0.46
1:D:695:VAL:HG21 1:D:755:ILE:HD13 1.98 0.46
1:A:1165:MET:HB2 | 1:A:1174:MET:HB2 1.97 0.46
1:A:1258:PHE:HB3 1:A:1303:ARG:NH2 2.31 0.46
1:A:4171:ARG:HH11 1:A:4752:LYS:CD 2.23 0.46
1:A:650:ASN:ND2 1:A:795:SER:O 2.48 0.46
1:B:14:.LEU:HD12 1:B:175:VAL:HG12 1.98 0.46
1:B:20:VAL:HG12 1:B:216:PRO:HA 1.97 0.46
1:B:2528:LEU:HD11 1:B:2568:ASP:HA 1.97 0.46
1:B:1938:GLN:HE22 1:B:3614:ARG:HA 1.81 0.46
1:C:3904:GLN:NE2 1:C:3965:GLN:OE1 2.48 0.46
1:D:20:VAL:HG12 1:D:216:PRO:HA 1.98 0.46
1:A:2897.:LEU:HB3 | 1:A:2904:VAL:HG21 1.98 0.46
1:B:3794:LEU:HA 1:B:3797:LEU:HD12 1.97 0.46
1:B:650:ASN:ND2 1:B:795:SER:O 2.48 0.46
1:C:1091:GLU:HA 1:C:1250: TRP:CZ3 2.51 0.46
1:D:1219:LYS:NZ 1:D:1244:ASN:O 2.49 0.46
1:D:238:HIS:HB3 1:D:243:GLU:HB3 1.98 0.46
1:D:3919:ASN:O 1:D:3922: THR:OG1 2.32 0.46
1:D:4018:PHE:O 1:D:4022:LEU:N 2.40 0.46
1:A:1219:LYS:H 1:A:1240:ALA:HB3 1.81 0.46
1:A:3952:PHE:HZ 1:A:3975:LEU:HD22 1.81 0.46
1:B:1132:GLU:HG2 1:B:1133:ARG:HG3 1.97 0.46
1:B:4018:PHE:O 1:B:4022:LEU:N 2.40 0.46
1:C:1219:LYS:H 1:C:1240:ALA:HB3 1.81 0.46
1:C:1449:ASP:0OD1 1:C:1449:ASP:N 2.49 0.46
1:C:1664:VAL:HG12 | 1:C:1672:VAL:HG11 1.97 0.46
1:C:4794: TYR:HB3 1:C:4807:CYS:HB2 1.97 0.46
1:D:1219:LYS:H 1:D:1240:ALA:HB3 1.81 0.46
1:D:2897:LEU:HB3 | 1:D:2904:VAL:HG21 1.98 0.46
1:A:14:LEU:HD12 1:A:175:VAL:HG12 1.97 0.45
1:A:649:VAL:HG21 1:A:713: TRP:HB3 1.98 0.45
1:A:686:VAL:O 1:A:687: THR:OG1 2.33 0.45
1:B:1091:GLU:HA 1:B:1250: TRP:CZ3 2.51 0.45
1:B:3748:SER:HB2 1:B:3751:GLU:HB2 1.97 0.45
1:B:3952:PHE:HZ 1:B:3975:LEU:HD?22 1.81 0.45
1:B:449:1LE:HG13 1:B:522:ALA:HB1 1.98 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)

1:B:4610:LYS:O 1:B:4615:GLY:N 2.46 0.45
1:C:3794:LEU:HA 1:C:3797:LEU:HD12 1.98 0.45
1:D:1258:PHE:HB3 1:D:1303:ARG:NH2 2.32 0.45
1:D:1938: GLN:HE22 1:D:3614:ARG:HA 1.81 0.45
1:D:954:ASP:HB3 1:D:1061:GLY:HA3 1.98 0.45
1:A:1432:ILE:HD13 | 1:A:1441:VAL:HG21 1.98 0.45
1:A:4616:LEU:HA 1:A:4620:GLU:HB2 1.99 0.45
1:B:1611:ILE:HB 1:B:1620:GLN:HB3 1.98 0.45
1:C:1570:LEU:HD13 | 1:C:1584:PRO:HG3 1.98 0.45
1:C:1611:ILE:N 1:C:1620:GLN:O 2.44 0.45
1:C:23:GLN:HA 1:C:36:CYS:HA 1.99 0.45
1:C:4130:PHE:O 1:C:4134:LEU:N 2.50 0.45
1:D:3875: THR:HG21 | 1:D:3924:TYR:HE2 1.81 0.45
1:A:1570:LEU:HD13 | 1:A:1584:PRO:HG3 1.98 0.45
1:A:4757:1LE:HG21 1:A:4757:1LE:HD13 1.71 0.45
1:B:180:ASP:HB3 1:B:211:LEU:HD22 1.98 0.45
1:B:480:ARG:NH?2 1:B:3677:LEU:O 2.50 0.45
1:C:954:ASP:HB3 1:C:1061:GLY:HA3 1.99 0.45
1:C:1089:ARG:HH21 | 1:C:1600:PRO:HG3 1.81 0.45
1:C:1219:LYS:NZ 1:C:1244:ASN:O 2.49 0.45
1:C:1689:ILE:HA 1:C:1703:TYR:HE1 1.81 0.45
1:C:14:LEU:HD12 1:C:175:VAL:HG12 1.97 0.45
1:C:234:LEU:HD13 1:C:405:LEU:HD22 1.98 0.45
1:C:238:HIS:HB3 1:C:243:GLU:HB3 1.98 0.45
1:A:3794:LEU:HA 1:A:3797:LEU:HD12 1.98 0.45
1:A:954:ASP:HB3 1:A:1061:GLY:HA3 1.98 0.45
1:C:207:PHE:CE2 1:D:2326:ILE:HG21 2.51 0.45
1:C:2773:ARG:HA 1:C:2776:ILE:HD12 1.98 0.45
1:C:433:LEU:HD21 1:C:505:LEU:HG 1.99 0.45
1:D:2436:VAL:HG21 | 1:D:2469:MET:HE3 1.98 0.45
1:D:472:HIS:CE1 1:D:3674:ARG:HB2 2.52 0.45
1:A:1611:ILE:HB 1:A:1620:GLN:HB3 1.99 0.45
1:A:20:VAL:HG12 1:A:216:PRO:HA 1.97 0.45
1:A:472:HIS:CE1 1:A:3674:ARG:HB2 2.52 0.45
1:A:802:PHE:HB2 1:A:1617:TRP:HB2 1.97 0.45
1:C:1432:ILE:HD13 | 1:C:1441:VAL:HG21 1.97 0.45
1:C:1899:LEU:O 1:C:1904:LYS:NZ 2.37 0.45
1:D:1664:VAL:HG12 | 1:D:1672:VAL:HG11 1.98 0.45
1:A:1244:ASN:HD22 | 1:A:1801:GLU:HG2 1.79 0.45
1:A:2264:GLU:OE2 | 1:A:2268:ARG:NH2 2.48 0.45
1:A:23:GLN:HA 1:A:36:CYS:HA 1.98 0.45
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1:A:3919:ASN:O 1:A:3922: THR:OG1 2.32 0.45
1:B:1219:LYS:NZ 1:B:1244:ASN:O 2.49 0.45
1:B:1258:PHE:HB3 1:B:1303:ARG:NH2 2.32 0.45
1:B:1570:LEU:HD13 | 1:B:1584:PRO:HG3 1.98 0.45
1:B:170:SER:.OG 1:B:171:GLU:N 2.48 0.45
1:B:1931:ASP:O 1:B:3614:ARG:NH1 2.41 0.45
1:B:472:HIS:CE1 1:B:3674:ARG:HB2 2.51 0.45
1:.C:1165:MET:HB2 | 1:C:1174:MET:HB2 1.98 0.45
1:C:2436:VAL:HG21 | 1:C:2469:MET:HE3 1.97 0.45
1:C:248:PRO:HG2 1:C:257T:ARG:HA 1.98 0.45
1:C:472:HIS:CE1 1:C:3674:ARG:HB2 2.51 0.45
1:C:3696:MET:O 1:C:3699:SER:OG 2.32 0.45
1:D:1091:GLU:HA 1:D:1250:TRP:CZ3 2.52 0.45
1:D:1689:ILE:HA 1:D:1703: TYR:HE1 1.81 0.45
1:D:23:GLN:HA 1:D:36:CYS:HA 1.99 0.45
1:D:3794:LEU:HA 1:D:3797:LEU:HD12 1.99 0.45
1:D:4196:ASP:O 1:D:4200:GLU:N 2.49 0.45
1:D:737:ILE:HG22 1:D:739:ARG:HG3 1.99 0.45
1:A:1938:GLN:HE22 1:A:3614:ARG:HA 1.82 0.45
1:B:23:GLN:HA 1:B:36:CYS:HA 1.98 0.45
1:B:262:TYR:N 1:B:389:ARG:O 2.49 0.45
1:C:2897:LEU:HB3 | 1:C:2904:VAL:HG21 1.98 0.45
1:C:3729:GLN:O 1:C:3733:HIS:ND1 2.47 0.45
1:D:1174:MET:SD 1:D:1236: TYR:OH 2.74 0.45
1:D:1469:LEU:HG 1:D:1480:ILE:HD11 1.98 0.45
1:D:1726:ILE:HB 1:D:2109:ILE:HD11 1.99 0.45
1:D:480:ARG:NH2 1:D:3677:LEU:O 2.49 0.45
1:D:3729:GLN:O 1:D:3733:HIS:ND1 2.47 0.45
1:B:248:PRO:HG2 1:B:257:ARG:HA 1.99 0.45
1:B:3919:ASN:O 1:B:3922: THR:OG1 2.32 0.45
1:C:559:ILE:HA 1:C:562:LEU:HB2 1.99 0.45
1:D:1449:ASP:OD1 1:D:1449:ASP:N 2.49 0.45
1:D:4616:LEU:HA 1:D:4620: GLU:HB2 1.99 0.45
1:D:4851:PHE:O 1:D:4855:VAL:HB 2.17 0.45
1:A:1091:GLU:HA 1:A:1250:TRP:CZ3 2.52 0.45
1:A:1689:ILE:HA 1:A:1703:TYR:HE1 1.81 0.45
1:A:1726:1LE:HB 1:A:2109:ILE:HD11 1.99 0.45
1:A:3737:ALA:O 1:A:3740:MET:HG2 2.17 0.45
1:A:4904:HIS:NE2 1:A:4907:GLU:OE1 2.50 0.45
1:B:4616:LEU:HA 1:B:4620:GLU:HB2 1.99 0.45
1:C:1699:ARG:NH1 1:C:1816:PHE:O 2.48 0.45
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1:C:3737:ALA:O 1:C:3740:MET:HG2 2.17 0.45
1:C:480:ARG:NH2 1:C:3677:LEU:O 2.49 0.45
1:A:1087:ILE:HG23 | 1:A:1128:LEU:HD12 1.98 0.45
1:A:1640:ASP:N 1:A:1640:ASP:OD1 2.49 0.45
1:A:217:ILE:HG23 1:A:285:SER:HB3 1.99 0.45
1:A:480:ARG:NH2 1:A:3677:LEU:O 2.49 0.45
1:A:4060:THR:OG1 1:A:4063:GLU:OE1 2.26 0.45
1:A:559:ILE:HA 1:A:562:LEU:HB2 1.99 0.45
1:B:3904:GLN:NE2 1:B:3965:GLN:OFE1 2.48 0.45
1:B:4904:HIS:NE2 1:B:4907:GLU:OFE1 2.50 0.45
1:B:532:SER:HA 1:B:535:GLU:HB2 1.99 0.45
1:C:1258:PHE:HB3 1:C:1303:ARG:NH2 2.32 0.45
1:C:1736:ILE:HG23 | 1:C:1753:LEU:HD12 1.99 0.45
1:C:314:LEU:HB2 1:C:393:MET:HG2 1.98 0.45
1:C:649:VAL:HG21 1:C:713: TRP:HB3 1.98 0.45
1:D:1165:-MET:HB2 | 1:D:1174:MET:HB2 1.98 0.45
1:D:709:GLY:O 1:D:1253:LYS:NZ 2.50 0.45
1:D:1570:LEU:HD13 | 1:D:1584:PRO:HG3 1.98 0.45
1:D:290:ARG:HH22 1:D:343:ARG:HG3 1.81 0.45
1:D:802:PHE:HB2 1:D:1617: TRP:HB2 1.98 0.45
1:A:2326:1ILE:HG21 1:D:207:PHE:CE2 2.52 0.44
1:A:433:LEU:HD21 1:A:505:LEU:HG 1.98 0.44
1:A:449:1LE:HG13 1:A:522:ALA:HB1 1.98 0.44
1:B:16: THR:HB 1:B:110:HIS:HA 1.99 0.44
1:D:1699:ARG:NH1 1:D:1816:PHE:O 2.48 0.44
1:D:1926:ILE:HD11 1:D:3625: TYR:CE2 2.53 0.44
1:D:3737:ALA:O 1:D:3740:MET:HG2 2.17 0.44
1:A:248:PRO:HG2 1:A:257:ARG:HA 1.98 0.44
1:A:4052:ALA:O 1:A:4056:HIS:ND1 2.48 0.44
1:A:4832:ILE:HG21 1:A:4844:ARG:NH2 2.30 0.44
1:B:4892:CYS:SG 1:B:4909:HIS:NE2 2.80 0.44
1:C:802:PHE:HB2 1:C:1617: TRP:HB2 1.99 0.44
1:C:1613:GLU:HB2 1:C:1618:LEU:H 1.82 0.44
1:C:4196:ASP:O 1:C:4200:GLU:N 2.49 0.44
1:C:4904:HIS:NE2 1:C:4907:GLU:OE1 2.50 0.44
1:C:510:SER:O 1:C:520:ARG:NH2 2.51 0.44
1:D:234:LEU:HD13 1:D:405:LEU:HD22 1.98 0.44
1:D:248:PRO:HG2 1:D:257:ARG:HA 1.98 0.44
1:D:532:SER:HA 1:D:535:GLU:HB2 1.99 0.44
1:A:1174:MET:SD 1:A:1236:TYR:OH 2.75 0.44
1:A:238:HIS:HB3 1:A:243:GLU:HB3 1.98 0.44
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1:A:4153:ILE:HD13 | 1:A:4158:ARG:HH11 1.82 0.44
1:A:4196:ASP:O 1:A:4200:GLU:N 2.49 0.44
1:B:954:ASP:HB3 1:B:1061:GLY:HA3 1.99 0.44
1:B:234:LEU:HD13 1:B:405:LEU:HD22 2.00 0.44
1:C:16: THR:HB 1:C:110:HIS:HA 2.00 0.44
1:C:1611:ILE:HB 1:C:1620:GLN:HB3 1.99 0.44
1:C:3919:ASN:O 1:C:3922: THR:OG1 2.32 0.44
1:.C:737.ILE:HG22 1:C:739:ARG:HG3 2.00 0.44
1:D:4153:ILE:HD13 | 1:D:4158:ARG:HH11 1.83 0.44
1:D:4904:HIS:NE2 1:D:4907:GLU:OE1 2.50 0.44
1:D:449:1LE:HG13 1:D:522:ALA:HB1 1.99 0.44
1:A:1736:ILE:HG23 | 1:A:1753:LEU:HD12 1.99 0.44
1:A:1931:ASP:O 1:A:3614:ARG:NH1 2.42 0.44
1:A:3729:GLN:O 1:A:3733:HIS:ND1 2.48 0.44
1:A:262: TYR:N 1:A:389:ARG:O 2.49 0.44
1:A:555:LEU:HD13 1:A:585:ALA:HB1 1.99 0.44
1:B:1089:ARG:HH21 | 1:B:1600:PRO:HG3 1.83 0.44
1:B:305:TYR:HE1 1:B:319:LYS:HG2 1.83 0.44
1:B:4130:PHE:O 1:B:4134:LEU:N 2.50 0.44
1:B:4153:ILE:HD13 | 1:B:4158:ARG:HH11 1.82 0.44
1:B:590:LYS:HB2 1:B:593:HIS:HD2 1.82 0.44
1:C:262:TYR:N 1:C:389:ARG:O 2.49 0.44
1:C:591:GLU:HA 1:C:631:LEU:HD21 1.99 0.44
1:D:3904:GLN:NE2 1:D:3965:GLN:OE1 2.48 0.44
1:D:4130:PHE:O 1:D:4134:LEU:N 2.50 0.44
1:D:555:LEU:HD13 1:D:585:ALA:HB1 1.99 0.44
1:A:1469:LEU:HG 1:A:1480:1LE:HD11 1.98 0.44
1:A:3893: TYR:CE2 1:A:3899:ILE:HG23 2.53 0.44
1:A:4130:PHE:O 1:A:4134:LEU:N 2.50 0.44
1:A:4817:HIS:O 1:A:4822:VAL:N 2.45 0.44
1:A:695:VAL:HG21 1:A:755:ILE:HD13 1.99 0.44
1:B:150:GLN:NE2 1:B:158:CYS:SG 2.72 0.44
1:B:314:.LEU.HB2 1:B:393:MET:HG2 1.98 0.44
1:B:510:SER:O 1:B:520:ARG:NH2 2.50 0.44
1:D:217:ILE:HG23 1:D:285:SER:HB3 1.99 0.44
1:D:4804:ASP:N 1:D:4804:ASP:OD1 2.50 0.44
1:A:1219:LYS:N 1:A:1240:ALA:HB3 2.33 0.44
1:A:299:HIS:CD2 1:A:301:THR:HG1 2.34 0.44
1:A:3642:ILE:HG23 | 1:A:3642:1LE:HD12 1.79 0.44
1:A:510:SER:O 1:A:520:ARG:NH2 2.01 0.44
1:B:3696:MET:O 1:B:3699:SER:OG 2.32 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

1:B:3936:LEU:HD21 | 1:B:3941:LEU:HD13 1.99 0.44
1:B:433:LEU:HD21 1:B:505:LEU:HG 1.98 0.44
1:B:4752:LYS:HG2 | 1:B:4755:ARG:HH21 1.83 0.44
1:B:565:LEU:HG 1:B:604:HIS:CE1 2.53 0.44
1:C:1174:MET:SD 1:C:1236: TYR:OH 2.74 0.44
1:D:30:LYS:HB2 1:D:30:LYS:HE3 1.82 0.44
1:A:16:THR:HB 1:A:110:HIS:HA 1.99 0.44
1:A:1272:ARG:HH12 1:A:1588:VAL:HA 1.83 0.44
1:A:565:LEU:HD23 | 1:A:1588:VAL:HG23 1.99 0.44
1:A:2436: VAL:HG21 | 1:A:2469:MET:HE3 1.99 0.44
1:A:3921:LEU:HD23 1:A:3921:LEU:HA 1.78 0.44
1:B:1753:LEU:HD23 1:B:1753:LEU:HA 1.84 0.44
1:B:236:LEU:HD23 1:B:245:LEU:HD22 2.00 0.44
1:B:238:HIS:HB3 1:B:243:GLU:HB3 1.99 0.44
1:B:3737:ALA:O 1:B:3740:MET:HG2 2.17 0.44
1:B:695:VAL:HG21 1:B:755:1LE:HD13 1.99 0.44
1:C:305:TYR:HE1 1:C:319:LYS:HG2 1.83 0.44
1:D:433:LEU:HD21 1:D:505:LEU:HG 1.99 0.44
1:A:4804:ASP:N 1:A:4804:ASP:OD1 2.50 0.44
1:B:1219:LYS:N 1:B:1240:ALA:HB3 2.33 0.44
1:B:4862:ILE:O 1:B:4866:LEU:N 2.50 0.44
1:C:1899:LEU:HD23 | 1:C:1903:VAL:HG12 2.00 0.44
1:C:4052:ALA:O 1:C:4056:HIS:ND1 2.48 0.44
1:C:4851:PHE:O 1:C:4855:VAL:HB 2.18 0.44
1:D:1219:LYS:N 1:D:1240:ALA:HB3 2.33 0.44
1:D:180:ASP:HB3 1:D:211:LEU:HD22 1.98 0.44
1:D:3893: TYR:CE2 1:D:3899:ILE:HG23 2.53 0.44
1:D:510:SER:O 1:D:520:ARG:NH2 2.51 0.44
1:A:1926:ILE:HD11 1:A:3625:TYR:CE2 2.52 0.44
1:B:1613:GLU:HB2 1:B:1618:LEU:H 1.82 0.44
1:B:2301:ASP:OD1 1:B:2304:ARG:NH2 2.51 0.44
1:B:3642:ILE:HD12 1:B:3642:1LE:HG23 1.78 0.44
1:B:464:HIS:HA 1:B:465:PRO:HD3 1.86 0.44
1:B:591:GLU:HA 1:B:631:LEU:HD21 1.99 0.44
1:B:709:GLY:O 1:B:1253:LYS:NZ 2.51 0.44
1:C:1087:ILE:HG23 | 1:C:1128:LEU:HD12 1.98 0.44
1:C:2770:GLU:HA 1:C:2773:ARG:HB2 2.00 0.44
1:C:4153:ILE:HD13 | 1:C:4158:ARG:HH11 1.82 0.44
1:C:4862:ILE:O 1:C:4866:LEU:N 2.50 0.44
1:C:709:GLY:O 1:C:1253:LYS:NZ 2.50 0.44
1:D:1087:ILE:HG23 | 1:D:1128:LEU:HD12 1.99 0.44
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1:D:314:LEU:HB2 1:D:393:MET:HG2 1.99 0.44
1:A:1089:ARG:HH21 | 1:A:1600:PRO:HG3 1.83 0.43
1:A:1613:GLU:HB2 1:A:1618:LEU:H 1.82 0.43
1:B:1736:ILE:HG23 | 1:B:1753:LEU:HD12 1.99 0.43
1:B:649:VAL:HG21 1:B:713:TRP:HB3 1.98 0.43
1:C:565:LEU:HD23 | 1:C:1588:VAL:HG23 2.00 0.43
1:C:565:LEU:HG 1:C:604:HIS:CE1 2.53 0.43
1:D:1611:ILE:HB 1:D:1620: GLN:HB3 1.99 0.43
1:D:2738:LEU:HD22 | 1:D:2819:ALA:HB3 2.00 0.43
1:A:2770:GLU:HA 1:A:2773:ARG:HB2 2.00 0.43
1:A:305: TYR:HE1 1:A:319:LYS:HG2 1.83 0.43
1:B:1170:GLU:O 1:B:1172: THR:N 2.51 0.43
1:B:565:LEU:HD23 | 1:B:1588:VAL:HG23 1.99 0.43
1:B:1699:ARG:HH22 | 1:B:1821:LEU:HD11 1.83 0.43
1:B:4187:MET:N 1:B:4187:MET:SD 2.91 0.43
1:C:1219:LYS:N 1:C:1240:ALA:HB3 2.33 0.43
1:C:2738:LEU:HD22 | 1:C:2819:ALA:HB3 2.00 0.43
1:C:2887:ARG:O 1:C:2891:GLN:N 2.49 0.43
1:D:1089:ARG:HH21 | 1:D:1600:PRO:HG3 1.82 0.43
1:D:1736:ILE:HG23 | 1:D:1753:LEU:HD12 1.99 0.43
1:D:305:TYR:HE1 1:D:319:LYS:HG2 1.83 0.43
1:A:3936:LEU:HD21 | 1:A:3941:LEU:HD13 1.99 0.43
1:A:234:LEU:HD13 1:A:405:LEU:HD22 1.99 0.43
1:B:1899:LEU:HD23 | 1:B:1903:VAL:HG12 2.00 0.43
1:C:1469:LEU:HG 1:C:1480:ILE:HD11 1.99 0.43
1:D:1613:GLU:HB2 1:D:1618:LEU:H 1.83 0.43
1:A:532:SER:HA 1:A:535:GLU:HB2 1.99 0.43
1:A:565:LEU:HG 1:A:604:HIS:CE1 2.53 0.43
1:B:4925:TYR:CZ 1:B:4929:LYS:HD2 2.54 0.43
1:C:4187:MET:SD 1:C:4187:-MET:N 2.91 0.43
1:D:1445: TRP:H 1:D:1487-MET:HB2 1.83 0.43
1:D:2435:GLY:O 1:D:2438:SER:OG 2.29 0.43
1:D:559:ILE:HA 1:D:562:LEU:HB2 2.00 0.43
1:A:122:ARG:HE 1:A:127:GLY:HA2 1.83 0.43
1:A:1647:GLN:O 1:A:1651:LEU:N 2.52 0.43
1:A:180:ASP:HB3 1:A:211:LEU:HD22 2.00 0.43
1:A:2301:ASP:OD1 1:A:2304:ARG:NH2 2.51 0.43
1:A:4851:PHE:O 1:A:4855:VAL:HB 2.18 0.43
1:B:572:LEU:O 1:B:576:HIS:N 2.51 0.43
1:C:4804:ASP:OD1 1:C:4804:ASP:N 2.01 0.43
1:C:4892:CYS:SG 1:C:4909:HIS:NE2 2.79 0.43
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1:C:532:SER:HA 1:C:535:GLU:HB2 1.99 0.43
1:D:16: THR:HB 1:D:110:HIS:HA 2.00 0.43
1:D:4665:ASP:HA 1:D:4668:SER:HB2 2.00 0.43
1:A:464:HIS:HA 1:A:465:PRO:HD3 1.87 0.43
1:A:4862:ILE:O 1:A:4866:LEU:N 2.50 0.43
1:A:4925: TYR:CZ 1:A:4929:LYS:HD2 2.53 0.43
1:B:1136:ALA:HB3 1:B:1145:TRP:HB2 2.01 0.43
1:B:1104:GLU:HA 1:B:1163:GLY:HA2 2.00 0.43
1:B:1272:ARG:HH12 1:B:1588:VAL:HA 1.83 0.43
1:C:2301:ASP:OD1 1:C:2304:ARG:NH?2 2.51 0.43
1:C:217:ILE:HG23 1:C:285:SER:HB3 2.00 0.43
1:C:679:VAL:HA 1:C:800:VAL:HG12 2.00 0.43
1:C:920:GLU:HG2 1:C:976: TYR:CE1 2.54 0.43
1:D:565:LEU:HD23 | 1:D:1588:VAL:HG23 2.00 0.43
1:D:1899:LEU:HD23 | 1:D:1903:VAL:HG12 2.00 0.43
1:D:4862:ILE:O 1:D:4866:LEU:N 2.50 0.43
1:D:679:VAL:HA 1:D:800:VAL:HG12 2.00 0.43
1:A:170:SER:OG 1:A:171:GLU:N 2.49 0.43
1:A:1699:ARG:HH?22 | 1:A:1821:LEU:HD11 1.82 0.43
1:A:4892:CYS:SG 1:A:4909:HIS:NE2 2.80 0.43
1:B:119:ILE:HD13 1:B:162:ILE:HD11 2.01 0.43
1:C:1640:ASP:N 1:C:1640:ASP:OD1 2.49 0.43
1:C:1764:SER:N 1:C:1779:SER:O 2.51 0.43
1:C:1926:1LE:HD11 1:C:3625: TYR:CE2 2.54 0.43
1:C:590:LYS:HB2 1:C:593:HIS:HD2 1.83 0.43
1:D:1699:ARG:HH22 | 1:D:1821:LEU:HD11 1.83 0.43
1:A:3891: TRP:CB 1:D:76:ARG:HD2 2.37 0.43
1:A:1104:GLU:HA 1:A:1163:GLY:HA2 1.99 0.43
1:A:1753:LEU:HD23 1:A:1753:LEU:HA 1.85 0.43
1:A:4508:LEU:HD11 | 1:A:4747:ILE:HD12 2.00 0.43
1:A:590:LYS:HB2 1:A:593:HIS:HD?2 1.83 0.43
1:A:717:GLY:O 1:A:736:CYS:N 2.45 0.43
1:B:2436:VAL:HG21 | 1:B:2469:MET:HE3 2.00 0.43
1:B:2770:GLU:HA 1:B:2773:ARG:HB2 2.00 0.43
1:B:217:ILE:HG23 1:B:285:SER:HB3 2.00 0.43
1:B:3729:GLN:O 1:B:3733:HIS:ND1 2.48 0.43
1:B:4851:PHE:O 1:B:4855:VAL:HB 2.18 0.43
1:B:737:ILE:HG22 1:B:739:ARG:HG3 2.00 0.43
1:C:1104:GLU:HA 1:C:1163:GLY:HA2 2.00 0.43
1:C:4072:GLU:HB3 1:C:4074:ASP:HB2 2.01 0.43
1:C:4591:TYR:HE1 1:C:4595:LYS:HD2 1.84 0.43
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1:C:473:GLU:OE2 1:C:477:ASN:ND2 2.50 0.43
1:C:449:1LE:HG13 1:C:522:ALA:HBI1 1.99 0.43
1:D:4187:-MET:N 1:D:4187:MET:SD 2.91 0.43
1:D:565:LEU:HG 1:D:604:HIS:CE1 2.53 0.43
1:A:1121:GLY:O 1:A:1133:ARG:NH1 2.43 0.43
1:B:1172:THR:HG22 | 1:B:1193:LYS:HG3 2.01 0.43
1:B:4804:ASP:N 1:B:4804:ASP:0OD1 2.01 0.43
1:C:119:ILE:HD13 1:C:162:1LE:HD11 2.01 0.43
1:C:1647:GLN:O 1:C:1651:LEU:N 2.52 0.43
1:D:2301:ASP:OD1 1:D:2304:ARG:NH2 2.51 0.43
1:D:920:GLU:HG2 1:D:976:TYR:CE1 2.54 0.43
1:A:591:GLU:HA 1:A:631:LEU:HD21 2.00 0.43
1:B:1087:ILE:HG23 | 1:B:1128:LEU:HD12 1.99 0.43
1:B:1174:MET:SD 1:B:1236:TYR:OH 2.74 0.43
1:B:1727:VAL:HG11 | 1:B:1927:VAL:HG21 2.00 0.43
1:C:1170:GLU:O 1:C:1172:THR:N 2.52 0.43
1:C:1172:THR:HG22 | 1:C:1193:LYS:HG3 2.01 0.43
1:C:3893: TYR:CE2 1:C:3899:1LE:HG23 2.54 0.43
1:C:719:GLY:H 1:C:722:LEU:HD12 1.84 0.43
1:D:1272:ARG:HH12 1:D:1588:VAL:HA 1.83 0.43
1:D:3936:LEU:HD21 | 1:D:3941:LEU:HD13 2.00 0.43
1:D:4508:LEU:HD11 | 1:D:4747:1LE:HD12 2.01 0.43
1:A:1449:ASP:0OD1 1:A:1449:ASP:N 2.49 0.42
1:A:4011:VAL:HG12 1:A:4015:LEU:HG 2.01 0.42
1:A:832:LEU:HG 1:A:1617:TRP:HE1 1.83 0.42
1:B:3893: TYR:CE2 1:B:3899:ILE:HG23 2.54 0.42
1:C:3988:GLU:HB2 1:C:4937:GLN:NE2 2.34 0.42
1:A:2738:LEU:HD22 | 1:A:2819:ALA:HB3 2.00 0.42
1:A:4187:MET:SD 1:A:4187:MET:N 2.92 0.42
1:B:1469:LEU:HG 1:B:1480:ILE:HD11 2.01 0.42
1:B:247:VAL:O 1:B:272:ARG:NH1 2.46 0.42
1:B:717:GLY:O 1:B:736:CYS:N 2.45 0.42
1:C:1272:ARG:HH12 1:C:1588:VAL:HA 1.83 0.42
1:C:1445:TRP:H 1:C:1487:MET:HB2 1.83 0.42
1:C:4665:ASP:HA 1:C:4668:SER:HB2 2.00 0.42
1:D:676:GLU:HB2 1:D:803:LEU:HB2 2.01 0.42
1:A:1136:ALA:HB3 1:A:1145: TRP:HB2 2.01 0.42
1:A:1300:MET:O 1:A:1545:ALA:N 2.44 0.42
1:A:119:ILE:HD13 1:A:162:ILE:HD11 2.02 0.42
1:B:122:ARG:HE 1:B:127:GLY:HA2 1.84 0.42
1:B:1094:TYR:OH 1:B:1808:ASP:0OD1 2.37 0.42
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1:B:2738:LEU:HD22 | 1:B:2819:ALA:HB3 2.01 0.42
1:B:3642:1LE:HG22 1:B:3731:ARG:HD3 2.01 0.42
1:B:4508:LEU:HD11 | 1:B:4747:ILE:HD12 2.01 0.42
1:B:555:LEU:HD13 1:B:585:ALA:HB1 2.02 0.42
1:B:719:GLY:H 1:B:722:LEU:HD12 1.84 0.42
1:B:920:GLU:HG2 1:B:976:TYR:CE1 2.54 0.42
1:C:1457:PHE:HD1 | 1:C:1488:VAL:HG21 1.84 0.42
1:C:1699:ARG:HH22 | 1:C:1821:LEU:HD11 1.83 0.42
1:D:3907:PHE:HD2 | 1:D:3968:LEU:HD11 1.85 0.42
1:D:832:LEU:HG 1:D:1617: TRP:HE1 1.84 0.42
1:A:150:GLN:NE2 1:A:158:CYS:SG 2.73 0.42
1:A:1727:VAL:HG11 | 1:A:1927:VAL:HG21 2.01 0.42
1:A:3955:MET:O 1:A:3959:LEU:N 2.48 0.42
1:B:308:LEU:N 1:B:326:SER:O 2.49 0.42
1:B:1926:ILE:HD11 1:B:3625: TYR:CE2 2.54 0.42
1:C:3642:1LE:HG22 1:C:3731:ARG:HD3 2.02 0.42
1:D:119:1LE:HD13 1:D:162:1ILE:HD11 2.01 0.42
1:D:1647:GLN:O 1:D:1651:LEU:N 2.52 0.42
1:A:709:GLY:O 1:A:1253:LYS:NZ 2.01 0.42
1:B:3718:LYS:0O 1:B:3722:LYS:N 2.50 0.42
1:B:679:VAL:HA 1:B:800:VAL:HG12 2.01 0.42
1:C:1136:ALA:HB3 1:C:1145: TRP:HB2 2.01 0.42
1:D:122:ARG:HE 1:D:127:GLY:HA2 1.84 0.42
1:D:4580:HIS:HB3 1:D:4740:PHE:HZ 1.84 0.42
1:D:4861:ALA:HA 1:D:4864:GLN:HB3 2.02 0.42
1:D:4925: TYR:CZ 1:D:4929:LYS:HD?2 2.54 0.42
1:A:1445:TRP:H 1:A:1487:MET:HB2 1.84 0.42
1:A:1899:LEU:HD23 | 1:A:1903:VAL:HG12 2.01 0.42
1:A:236:LEU:HD23 1:A:245:LEU:HD22 2.01 0.42
1:A:530:LEU:HD23 1:A:533:LEU:HD12 2.02 0.42
1:A:679:VAL:HA 1:A:800:VAL:HG12 2.01 0.42
1:B:196:TYR:O 1:B:201:LEU:N 2.52 0.42
1:B:2884:ALA:HA 1:B:2887:ARG:HB3 2.02 0.42
1:B:4665:ASP:HA 1:B:4668:SER:HB2 2.00 0.42
1:C:1753:LEU:HD23 1:C:1753:LEU:HA 1.84 0.42
1:C:555:LEU:HD13 1:C:585:ALA:HB1 2.00 0.42
1:D:1104:GLU:HA 1:D:1163:GLY:HA?2 1.99 0.42
1:D:1764:SER:N 1:D:1779:SER.:O 2.52 0.42
1:D:262:TYR:N 1:D:389:ARG:O 2.49 0.42
1:A:4864:GLN:HG3 | 1:D:4857:VAL:HG13 2.01 0.42
1:A:30:LYS:HE3 1:A:30:LYS:HB2 1.83 0.42
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1:A:737:ILE:HG22 1:A:739:ARG:HG3 2.01 0.42
1:B:1699:ARG:NH1 1:B:1816:PHE:O 2.48 0.42
1:B:2587:GLN:O 1:B:2591:ARG:N 2.53 0.42
1:B:4207:ILE:O 1:B:4498:ARG:NH1 2.53 0.42
1:B:4580:HIS:HB3 1:B:4740:PHE:HZ 1.85 0.42
1:C:236:LEU:HD23 1:C:245:LEU:HD22 2.01 0.42
1:C:3921:LEU:HD23 1:C:3921:LEU:HA 1.79 0.42
1:C:4580:HIS:HB3 1:C:4740:PHE:HZ 1.85 0.42
1:D:1505:LEU:HB2 1:D:1523:ASN:HA 2.02 0.42
1:D:196:TYR:O 1:D:201:LEU:N 2.53 0.42
1:C:143:LEU:CD2 1:D:2426:SER:HB3 2.48 0.42
1:D:238:HIS:N 1:D:243:GLU:O 2.53 0.42
1:D:4591: TYR:HE1 1:D:4595:LYS:HD?2 1.85 0.42
1:D:591:GLU:HA 1:D:631:LEU:HD21 2.00 0.42
1:A:4580:HIS:HB3 1:A:4740:PHE:HZ 1.84 0.42
1:A:4665:ASP:HA 1:A:4668:SER:HB2 2.01 0.42
1:B:4591:TYR:HE1 1:B:4595:LYS:HD2 1.84 0.42
1:C:4207:ILE:O 1:C:4498:ARG:NH1 2.53 0.42
1:D:1137:PHE:HD1 1:D:1144:ARG:HB3 1.85 0.42
1:A:1172: THR:HG22 | 1:A:1193:LYS:HG3 2.01 0.42
1:A:1094:TYR:OH 1:A:1808:ASP:OD1 2.38 0.42
1:A:191:TYR:N 1:A:206:ALA:O 2.48 0.42
1:A:2587:GLN:O 1:A:2591:ARG:N 2.53 0.42
1:A:4591: TYR:CE1 1:A:4595:LYS:HB2 2.55 0.42
1:A:4161: TRP:CZ2 1:A:4917:ALA:HB2 2.55 0.42
1:B:2143:MET:SD 1:B:2175:VAL:HG11 2.60 0.42
1:B:2796:GLY:HA2 1:B:2900: ASN:HA 2.02 0.42
1:B:4072:GLU:HB3 1:B:4074:ASP:HB2 2.02 0.42
1:B:76:ARG:HD2 1:C:3891: TRP:CB 2.38 0.42
1:B:832:LEU:HG 1:B:1617:TRP:HE1 1.84 0.42
1:C:2143:MET:SD 1:C:2175:VAL:HG11 2.60 0.42
1:C:717:GLY:O 1:C:736:CYS:N 2.45 0.42
1:D:2770: GLU:HA 1:D:2773:ARG:HB2 2.00 0.42
1:D:4052:ALA:O 1:D:4056:HIS:ND1 2.48 0.42
1:D:4072:GLU:HB3 1:D:4074:ASP:HB2 2.02 0.42
1:D:4640:SER:HB3 | 1:D:4643:ASN:HD21 1.85 0.42
1:D:727:PHE:N 1:D:749:LEU:HD13 2.35 0.42
1:A:626:ARG:HG2 1:A:1669:ASN:HD21 1.84 0.42
1:A:1799:VAL:HG22 | 1:A:1894:LEU:HD13 2.02 0.42
1:A:920:GLU:HG2 1:A:976:TYR:CE1 2.54 0.42
1:B:1799:VAL:HG22 | 1:B:1894:LEU:HD13 2.02 0.42

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK




Page 67

Full wwPDB/EMDataBank EM Map/Model Validation Report

Continued from previous page...

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

1:B:238:HIS:CE1 1:B:400:ASP:HB3 2.52 0.42
1:B:4196:ASP:0O 1:B:4200:GLU:N 2.49 0.42
1:B:4591:TYR:CE1 1:B:4595:LYS:HB2 2.55 0.42
1:C:196:TYR:O 1:C:201:LEU:N 2.52 0.42
1:C:3936:LEU:HD21 | 1:C:3941:LEU:HD13 2.00 0.42
1:D:465:PRO:HA 1:D:466:PRO:HD3 1.87 0.42
1:D:590:LYS:HB2 1:D:593:HIS:HD?2 1.83 0.42
1:A:1090:ALA:HA 1:A:1249:MET:HG2 2.01 0.41
1:B:1764:SER:N 1:B:1779:SER:O 2.52 0.41
1:B:30:LYS:HB2 1:B:30:LYS:HE3 1.82 0.41
1:C:150:GLN:NE2 1:C:158:CYS:SG 2.72 0.41
1:C:3955:MET:O 1:C:3959:LEU:N 2.48 0.41
1:C:644:LEU:HB2 1:C:1654:HIS:CD2 2.48 0.41
1:C:852:GLY:HA2 1:C:853:PRO:HA 1.82 0.41
1:D:3718:LYS:O 1:D:3722:LYS:N 2.50 0.41
1:D:3988:GLU:HB2 1:D:4937:GLN:NE2 2.35 0.41
1:A:1137:PHE:HD1 1:A:1144:ARG:HB3 1.85 0.41
1:A:1764:SER:N 1:A:1779:SER:O 2.52 0.41
1:A:1752:GLY:HA3 1:A:1836:ASN:ND2 2.35 0.41
1:A:238:HIS:CE1 1:A:400:ASP:HB3 2.01 0.41
1:A:4640:SER:HB3 | 1:A:4643:ASN:HD21 1.85 0.41
1:A:3988:GLU:HB2 1:A:4937:GLN:NE2 2.35 0.41
1:C:1090:ALA:HB3 1:C:1203:PRO:HD2 2.03 0.41
1:C:191:TYR:N 1:C:206:ALA:O 2.48 0.41
1:C:2435:GLY:O 1:C:2438:SER.:OG 2.29 0.41
1:C:3907:PHE:HD2 | 1:C:3968:LEU:HD11 1.84 0.41
1:D:4161: TRP:CZ2 1:D:4917:ALA:HB2 2.55 0.41
1:D:488:LEU:HA 1:D:488:LEU:HD23 1.93 0.41
1:A:1505:LEU:HB2 1:A:1523:ASN:HA 2.03 0.41
1:A:238:HIS:N 1:A:243:GLU:O 2.53 0.41
1:A:4591:TYR:HE1 1:A:4595:LYS:HD?2 1.85 0.41
1:A:719:GLY:H 1:A:722:LEU:HD12 1.84 0.41
1:A:727:PHE:N 1:A:749:LEU:HD13 2.36 0.41
1:B:1445:TRP:H 1:B:1487:-MET:HB?2 1.85 0.41
1:B:2435:GLY:O 1:B:2438:SER:OG 2.29 0.41
1:C:4861:ALA:HA 1:C:4864:GLN:HB3 2.02 0.41
1:C:572:LEU:O 1:C:576:HIS:N 2.52 0.41
1:D:1136:ALA:HB3 1:D:1145:TRP:HB2 2.01 0.41
1:D:191:TYR:N 1:D:206:ALA:O 2.48 0.41
1:A:2123:SER:OG 1:A:2149:ASP:0D2 2.39 0.41
1:A:2435:GLY:O 1:A:2438:SER:OG 2.29 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:3907:PHE:HD2 | 1:A:3968:LEU:HD11 1.86 0.41
1:A:4011:VAL:HA 1:A:4014:ILE:HG12 2.03 0.41
1:A:4207:ILE:O 1:A:4498:ARG:NH1 2.53 0.41
1:A:773:GLN:HA 1:A:774:PRO:HD3 1.93 0.41
1:B:4011:VAL:HG12 1:B:4015:LEU:HG 2.02 0.41
1:B:855:VAL:HG22 | 1:B:1209:VAL:HG12 2.02 0.41
1:C:122:ARG:HE 1:C:127:GLY:HA2 1.84 0.41
1:C:1752:GLY:HA3 1:C:1836:ASN:ND2 2.36 0.41
1:C:4170:LYS:HE3 1:C:4916:LEU:CD2 2.49 0.41
1:CA4757:ILE:HG21 1:C:4757:ILE:HD13 1.69 0.41
1:D:1727:VAL:HG11 | 1:D:1927:VAL:HG21 2.01 0.41
1:D:236:LEU:HD23 1:D:245:LEU:HD22 2.01 0.41
1:D:4583:ILE:HD13 1:D:4583:ILE:HG21 1.81 0.41
1:D:719:GLY:H 1:D:722:LEU:HD12 1.84 0.41
1:A:196:TYR:O 1:A:201:LEU:N 2.53 0.41
1:A:4500:PHE:O 1:A:4504:ARG:N 2.52 0.41
1:B:1647:GLN:O 1:B:1651:LEU:N 2.52 0.41
1:B:1752:GLY:HA3 1:B:1836:ASN:ND2 2.35 0.41
1:B:717:GLY:H 1:B:722:LEU:HD13 1.85 0.41
1:B:727:PHE:N 1:B:749:LEU:HD13 2.36 0.41
1:C:727.:PHE:N 1:C:749:LEU:HD13 2.36 0.41
1:D:626:ARG:HG2 | 1:D:1669:ASN:HD21 1.85 0.41
1:D:4011:VAL:HG12 1:D:4015:LEU:HG 2.01 0.41
1:D:473:GLU:OE2 1:D:477:ASN:ND2 2.50 0.41
1:D:847: THR:HG22 1:D:848:ARG:H 1.86 0.41
1:A:247:VAL:O 1:A:272:ARG:NH1 2.46 0.41
1:A:4609:ARG:HD3 | 1:A:4609:ARG:HH11 1.71 0.41
1:B:3907:PHE:HD2 | 1:B:3968:LEU:HD11 1.86 0.41
1:B:4499:ASN:ND2 1:B:4502: ASN:HB3 2.36 0.41
1:C:1137:PHE:HD1 1:C:1144:ARG:HB3 1.85 0.41
1:C:2587:GLN:O 1:C:2591:ARG:N 2.53 0.41
1:C:4020:MET:HB3 | 1:C:4067:LEU:HD11 2.02 0.41
1:C:832:.LEU:HG 1:C:1617:TRP:HE1 1.85 0.41
1:A:2426:SER:HB3 1:D:143:LEU:CD2 2.47 0.41
1:A:3891: TRP:CG 1:D:76:ARG:CG 3.03 0.41
1:A:74:SER:HA 1:A:117:HIS:HA 2.03 0.41
1:B:626:ARG:HG2 1:B:1669:ASN:HD21 1.85 0.41
1:B:4020:MET:HB3 | 1:B:4067:LEU:HD11 2.01 0.41
1:B:852:GLY:HA2 1:B:853:PRO:HA 1.82 0.41
1:C:1228: THR:HA 1:C:1232:LEU:HD12 2.03 0.41
1:C:1090:ALA:HA 1:C:1249:MET:HG2 2.02 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:1094: TYR:OH 1:C:1808:ASP:OD1 2.38 0.41
1:C:745:ASN:ND2 1:C:773:GLN:OE1 2.54 0.41
1:C:676:GLU:HB2 1:C:803:LEU:HB2 2.01 0.41
1:C:847: THR:HG22 1:C:848:ARG:H 1.86 0.41
1:D:3642:ILE:HG22 | 1:D:3731:ARG:HD3 2.03 0.41
1:D:589:ILE:HG21 1:D:617:LEU:HD22 2.02 0.41
1:A:308:LEU:N 1:A:326:SER:O 2.50 0.41
1:A:465:PRO:HA 1:A:466:PRO:HD3 1.89 0.41
1:B:1137:PHE:HD1 1:B:1144:ARG:HB3 1.85 0.41
1:B:1090:ALA:HA 1:B:1249:-MET:HG2 2.02 0.41
1:B:312:LYS:HD2 1:B:315:LEU:HD11 2.02 0.41
1:B:4161:TRP:CZ2 1:B:4917:ALA:HB2 2.56 0.41
1:B:706:TYR:HA 1:B:707:PRO:HD3 1.91 0.41
1:C:1727:VAL:HG11 | 1:C:1927:VAL:HG21 2.02 0.41
1:C:2273:CYS:HB3 1:C:2293:PRO:HD2 2.02 0.41
1:C:2884:ALA:HA 1:C:2887:ARG:HB3 2.02 0.41
1:C:4925:TYR:CZ 1:C:4929:LYS:HD2 2.55 0.41
1:C:589:ILE:HG21 1:C:617:LEU:HD22 2.02 0.41
1:D:1090:ALA:HB3 1:D:1203:PRO:HD2 2.03 0.41
1:D:1090:ALA:HA 1:D:1249:MET:HG2 2.02 0.41
1:D:2587:GLN:O 1:D:2591:ARG:N 2.53 0.41
1:D:4500:PHE:O 1:D:4504:ARG:N 2.52 0.41
1:D:4892:CYS:SG 1:D:4909:HIS:NE2 2.79 0.41
1:D:530:LEU:HD23 1:D:533:LEU:HD12 2.02 0.41
1:A:1170:GLU:O 1:A:1172: THR:N 2.52 0.41
1:A:363:ILE:HD12 1:A:403:LEU:HD12 2.03 0.41
1:A:4072:GLU:HB3 1:A:4074:ASP:HB2 2.03 0.41
1:A:745:ASN:ND2 1:A:773:GLN:OFE1 2.54 0.41
1:B:137:ARG:HE 1:B:202:HIS:HB3 1.86 0.41
1:C:1799:VAL:HG22 | 1:C:1894:LEU:HD13 2.02 0.41
1:B:76:ARG:CG 1:C:3891:TRP:CG 3.04 0.41
1:C:4011:VAL:HG12 1:C:4015:LEU:HG 2.02 0.41
1:D:855:VAL:HG22 | 1:D:1209:VAL:HG12 2.03 0.41
1:D:312:LYS:HD2 1:D:315:LEU:HD11 2.02 0.41
1:D:3841:PHE:HB3 | 1:D:3920: THR:HG21 2.02 0.41
1:A:1137:PHE:CE2 1:A:1139:GLY:HA2 2.56 0.41
1:A:1184:ASP:HB2 1:A:1188:SER:H 1.86 0.41
1:A:3642:ILE:HG22 | 1:A:3731:ARG:HD3 2.03 0.41
1:B:238:HIS:N 1:B:243:GLU:O 2.53 0.41
1:B:2857:LYS:HE?2 1:B:2869:HIS:CD2 2.56 0.41
1:B:363:ILE:HD12 1:B:403:LEU:HD12 2.03 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:76:ARG:CG 1:B:3891:TRP:CG 3.04 0.41
1:B:530:LEU:HD23 1:B:533:LEU:HD12 2.02 0.41
1:B:676:GLU:HB2 1:B:803:LEU:HB2 2.02 0.41
1:C:1505:LEU:HB2 1:C:1523:ASN:HA 2.03 0.41
1:C:363:ILE:HD12 1:C:403:LEU:HD12 2.03 0.41
1:C:4508:LEU:HD11 | 1:C:4747:ILE:HD12 2.03 0.41
1:C:4832:ILE:HG21 1:C:4844:ARG:NH2 2.30 0.41
1:D:150:GLN:NE2 1:D:158:CYS:SG 2.73 0.41
1:D:1654:HIS:O 1:D:1657: THR:OG1 2.28 0.41
1:D:228:LEU:HD23 1:D:356: TYR:CE1 2.56 0.41
1:D:4020:MET:HB3 | 1:D:4067:LEU:HD11 2.03 0.41
1:D:646: THR:OG1 1:D:1684:GLN:NE2 2.51 0.41
1:D:745:ASN:ND2 1:D:773:GLN:OFE1 2.54 0.41
1:A:1699:ARG:NH1 1:A:1816:PHE:O 2.48 0.41
1:A:4499:ASN:ND2 1:A:4502:ASN:HB3 2.36 0.41
1:A:717:GLY:H 1:A:722:LEU:HD13 1.85 0.41
1:B:1113:MET:HG3 1:B:1156: TRP:HZ2 1.86 0.41
1:B:1457:PHE:CD1 | 1:B:1488:VAL:HG21 2.56 0.41
1:B:3988:GLU:HB2 1:B:4937:GLN:NE2 2.35 0.41
1:B:4170:LYS:HE2 1:B:4916:LEU:CD2 2.51 0.41
1:B:4493:LEU:HA 1:B:4496:PHE:HD2 1.86 0.41
1:B:4861:ALA:HA 1:B:4864:GLN:HB3 2.03 0.41
1:B:745:ASN:ND2 1:B:773:GLN:OE1 2.54 0.41
1:C:1457:PHE:CD1 | 1:C:1488:VAL:HG21 2.55 0.41
1:C:2796:GLY:HA2 1:C:2900:ASN:HA 2.03 0.41
1:D:1172: THR:HG22 | 1:D:1193:LYS:HG3 2.02 0.41
1:D:1457:PHE:CD1 | 1:D:1488:VAL:HG21 2.56 0.41
1:D:2143:MET:SD 1:D:2175:VAL:HG11 2.61 0.41
1:D:23:GLN:HE21 1:D:34:LYS:HB3 1.86 0.41
1:C:76:ARG:CG 1:D:3891: TRP:CG 3.04 0.41
1:D:4011:VAL:HA 1:D:4014:ILE:HG12 2.03 0.41
1:D:4171:ARG:HH11 1:D:4752:LYS:CE 2.17 0.41
1:D:4591:TYR:CE1 1:D:4595:LYS:HB2 2.56 0.41
1:A:312:LYS:HD2 1:A:315:LEU:HD11 2.02 0.40
1:A:3760:LEU:HD13 1:A:3840:LEU:HA 2.02 0.40
1:A:4020:MET:HB3 | 1:A:4067:LEU:HD11 2.03 0.40
1:A:4036: TYR:HE2 1:A:4048:ASP:HB3 1.87 0.40
1:A:589:ILE:HG21 1:A:617:LEU:HD22 2.03 0.40
1:B:2424:LEU:HD23 | 1:B:2476:VAL:HG22 2.02 0.40
1:B:3768:ASN:H 1:B:3846:LEU:HD23 1.86 0.40
1:B:4640:SER:HB3 | 1:B:4643:ASN:HD21 1.85 0.40
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Atom-1 Atom-2 distance (A) | overlap (A)

1:B:773:GLN:HA 1:B:774:PRO:HD3 1.94 0.40
1:D:1170:GLU:O 1:D:1172: THR:N 2.52 0.40
1:D:1300:MET:O 1:D:1545:ALA:N 2.45 0.40
1:D:1094: TYR:OH 1:D:1808:ASP:OD1 2.38 0.40
1:D:2520: TYR:HA 1:D:2523: THR:HB 2.03 0.40
1:A:228:LEU:HD23 1:A:356:TYR:CE1 2.56 0.40
1:A:426:PHE:O 1:A:430:ILE:N 2.54 0.40
1:A:847: THR:HG22 1:A:848:ARG:H 1.86 0.40
1:B:1505:LEU:HB2 1:B:1523:ASN:HA 2.03 0.40
1:B:4797:SER:HB3 1:B:4805:-MET:H 1.85 0.40
1:C:1455:THR:HB 1:C:1546:GLN:NE2 2.36 0.40
1:C:3920: THR:O 1:C:3924:TYR:N 2.52 0.40
1:C:4640:SER:HB3 | 1:C:4643:ASN:HD21 1.85 0.40
1:C:4797:SER:HB3 1:C:4805:MET:H 1.86 0.40
1:D:1752: GLY:HA3 1:D:1836:ASN:ND2 2.36 0.40
1:D:3983:LEU:HD23 1:D:3983:LEU:H 1.86 0.40
1:D:4207:ILE:O 1:D:4498:ARG:NH1 2.54 0.40
1:A:2884:ALA:HA 1:A:2887:ARG:HB3 2.03 0.40
1:B:1090:ALA:HB3 1:B:1203:PRO:HD2 2.03 0.40
1:B:1220:ASP:O 1:B:1223: THR:N 2.36 0.40
1:C:2520: TYR:HA 1:C:2523: THR:HB 2.03 0.40
1:C:2857:LYS:HE2 1:C:2869:HIS:CD2 2.57 0.40
1:C:3841:PHE:HB3 | 1:C:3920: THR:HG21 2.03 0.40
1:C:3983:LEU:H 1:C:3983:LEU:HD23 1.86 0.40
1:C:4499:ASN:ND2 1:C:4502:ASN:HB3 2.36 0.40
1:D:832:LEU:HB3 1:D:1614:ARG:NH1 2.37 0.40
1:D:1799:VAL:HG22 | 1:D:1894:LEU:HD13 2.03 0.40
1:D:644:LEU:HD12 1:D:1654:HIS:HB2 2.04 0.40
1:A:1228: THR:HA 1:A:1232:LEU:HD12 2.03 0.40
1:A:1761:MET:SD 1:A:1761:MET:N 2.92 0.40
1:A:299:HIS:N 1:A:304:LYS:O 2.50 0.40
1:A:4493:LEU:HA 1:A:4496:PHE:HD?2 1.86 0.40
1:B:228:LEU:HD23 1:B:356: TYR:CE1 2.57 0.40
1:B:3797:LEU:O 1:B:3800:SER:OG 2.32 0.40
1:B:74:SER:HA 1:B:117:HIS:HA 2.03 0.40
1:C:30:LYS:HE3 1:C:30:LYS:HB2 1.82 0.40
1:C:686:VAL:O 1:C:687: THR:OG1 2.34 0.40
1:D:1457:PHE:HD1 | 1:D:1488:VAL:HG21 1.86 0.40
1:D:1506:GLU:HA 1:D:1522:ALA:HA 2.03 0.40
1:D:2857:LYS:HE2 1:D:2869:HIS:CD2 2.57 0.40
1:D:3955:MET:O 1:D:3959:.LEU:N 2.48 0.40

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK




Page 72

Full wwPDB/EMDataBank EM Map/Model Validation Report

5GOA

Continued from previous page...

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

1:D:4182:GLY:O 1:D:4186:LYS:N 2.55 0.40
1:D:572:LEU:O 1:D:576:HIS:N 2.51 0.40
1:D:844:ARG:HD2 1:D:849:ASP:0D2 2.22 0.40
1:A:3690:MET:HB3 | 1:A:3690:MET:HE3 1.90 0.40
1:A:3980:VAL:HA 1:A:3983:LEU:HD23 2.04 0.40
1:A:489:PHE:HD?2 1:A:540:LEU:HD21 1.87 0.40
1:B:1184:ASP:HB2 1:B:1188:SER:H 1.86 0.40
1:B:4054:GLU:HG3 1:B:4061:GLN:HG2 2.03 0.40
1:B:4182:GLY:O 1:B:4186:LYS:N 2.54 0.40
1:B:589:ILE:HG21 1:B:617:LEU:HD22 2.03 0.40
1:C:1138:ASP:HB2 1:C:1145:TRP:HE1 1.87 0.40
1:C:312:LYS:HD?2 1:C:315:LEU:HD11 2.03 0.40
1:C:356: TYR:CE1 1:C:407:ARG:HB3 2.57 0.40
1:C:4591:TYR:CE1 1:C:4595:LYS:HB2 2.56 0.40
1:C:488:LEU:HA 1:C:488:LEU:HD23 1.94 0.40
1:D:1113:MET:HG3 1:D:1156: TRP:HZ2 1.86 0.40
1:D:1306:MET:HB3 1:D:1575:HIS:CE1 2.57 0.40
1:D:299:HIS:NE2 1:D:301: THR:OG1 2.47 0.40
1:D:363:ILE:HD12 1:D:403:LEU:HD12 2.04 0.40
1:D:426:PHE:O 1:D:430:ILE:N 2.54 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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

entries.

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 3289/4968 (66%) 2988 (91%) | 279 (8%) | 22 (1%) 26 71
1 B 3289/4968 (66%) 2994 (91%) | 273 (8%) | 22 (1%) 26 71
1 C 3289/4968 (66%) 2988 (91%) | 280 (8%) | 21 (1%) 30 74
1 D 3289/4968 (66%) 2986 (91%) | 282 (9%) | 21 (1%) 30 74
All All 13156,/19872 (66%) | 11956 (91%) | 1114 (8%) | 86 (1%) 31 71
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All (86) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 1737 | THR
1 A 1756 SER
1 A 4071 ALA
1 B 1737 | THR
1 B 1756 SER
1 B 4071 ALA
1 C 1737 | THR
1 C 1756 SER
1 C 4071 ALA
1 D 1737 | THR
1 D 1756 SER
1 D 4071 ALA
1 A 1580 | PRO
1 A 3805 ASP
1 A 4916 LEU
1 B 1580 | PRO
1 B 3805 ASP
1 B 4916 LEU
1 C 1580 | PRO
1 C 3805 ASP
1 C 4916 LEU
1 D 1580 | PRO
1 D 3805 ASP
1 D 4916 LEU
1 A 819 TYR
1 A 4164 PRO
1 B 819 TYR
1 B 4164 | PRO
1 C 819 TYR
1 C 4164 | PRO
1 D 819 TYR
1 D 4164 PRO
1 A 1738 LEU
1 A 3804 LEU
1 A 4030 SER
1 B 1738 LEU
1 B 2075 VAL
1 B 3804 LEU
1 B 4030 SER
1 C 1738 LEU
1 C 2075 VAL
1 C 3804 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 C 4030 SER
1 D 1738 LEU
1 D 3804 LEU
1 D 4030 SER
1 A 792 VAL
1 A 839 GLU
1 A 1581 GLN
1 B 792 VAL
1 B 839 GLU
1 B 1581 GLN
1 C 792 VAL
1 C 839 GLU
1 D 792 VAL
1 D 839 GLU
1 D 2075 VAL
1 A 980 PRO
1 A 2075 VAL
1 A 4642 | PRO
1 A 4958 CYS
1 B 980 PRO
1 B 4642 | PRO
1 B 4958 CYS
1 C 980 PRO
1 C 1581 GLN
1 C 3769 GLY
1 C 4642 | PRO
1 D 980 PRO
1 D 1581 GLN
1 D 4642 | PRO
1 A 729 GLY
1 A 3769 GLY
1 B 729 GLY
1 B 3769 GLY
1 C 729 GLY
1 D 729 GLY
1 D 3769 GLY
1 A 1476 VAL
1 B 828 PRO
1 B 1476 VAL
1 C 1476 VAL
1 D 1476 VAL
1 A 828 PRO

Continued on next page...
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Mol | Chain | Res | Type
1 C 828 PRO
1 D 828 PRO

5.3.2 Protein sidechains ()

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

The Analysed column shows the number of residues for which the sidechain conformation was

analysed, and the total number of residues.

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 A 2660/4355 (61%) 2616 (98%) | 44 (2%)
1 B 2657/4355 (61%) 2617 (98%) | 40 (2%)
1 C 2658/4355 (61%) 2615 (98%) | 43 (2%)
1 D 2660/4355 (61%) 2616 (98%) | 44 (2%)

All All 10635/17420 (61%) | 10464 (98%) | 171 (2%)

All (171) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 44 ASN
1 A 84 ASN
1 A 192 LEU
1 A 298 ARG
1 A 439 LYS
1 A 475 LYS
1 A 531 ASN
1 A 606 ARG
1 A 628 ASN
1 A 658 ASN
1 A 678 MET
1 A 687 THR
1 A 841 LYS
1 A 854 THR
1 A 925 PRO
1 A 950 VAL
1 A 990 PRO
1 A 1089 | ARG
1 A 1619 VAL

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

Mol | Chain | Res | Type
1 A 1637 | ARG
1 A 1739 PHE
1 A 1760 | ARG
1 A 2080 GLU
1 A 2126 GLN
1 A 2206 | ARG
1 A 2211 ASN
1 A 2293 | PRO
1 A 2419 | ARG
1 A 3670 LEU
1 A 3813 ASN
1 A 3906 ASN
1 A 3990 ASN
1 A 4032 | THR
1 A 4122 LEU
1 A 4179 ASN
1 A 4184 LYS
1 A 4187 | MET
1 A 4499 ASN
1 A 4515 ASN
1 A 4609 | ARG
1 A 4727 | MET
1 A 4752 LYS
1 A 4781 LEU
1 A 4844 | ARG
1 B 44 ASN
1 B 84 ASN
1 B 298 ARG
1 B 439 LYS
1 B 475 LYS
1 B 531 ASN
1 B 606 ARG
1 B 628 ASN
1 B 658 ASN
1 B 678 MET
1 B 687 THR
1 B 841 LYS
1 B 854 THR
1 B 925 PRO
1 B 990 PRO
1 B 1089 | ARG
1 B 1619 VAL

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK

{8 EMDataBank




Page 77

Full wwPDB/EMDataBank EM Map/Model Validation Report

5GOA
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Mol | Chain | Res | Type
1 B 1637 | ARG
1 B 1739 PHE
1 B 1760 | ARG
1 B 2126 GLN
1 B 2206 | ARG
1 B 2211 ASN
1 B 2293 | PRO
1 B 2419 | ARG
1 B 3670 LEU
1 B 3813 ASN
1 B 3906 ASN
1 B 3990 ASN
1 B 4032 | THR
1 B 4122 LEU
1 B 4179 ASN
1 B 4184 LYS
1 B 4187 | MET
1 B 4499 ASN
1 B 4515 ASN
1 B 4609 | ARG
1 B 4727 | MET
1 B 4781 LEU
1 B 4844 | ARG
1 C 44 ASN
1 C 84 ASN
1 C 192 LEU
1 C 298 ARG
1 C 439 LYS
1 C 531 ASN
1 C 606 ARG
1 C 628 ASN
1 C 658 ASN
1 C 678 MET
1 C 687 THR
1 C 841 LYS
1 C 854 THR
1 C 925 PRO
1 C 990 PRO
1 C 1089 | ARG
1 C 1619 VAL
1 C 1637 | ARG
1 C 1739 PHE

Continued on next page...
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Mol | Chain | Res | Type
1 C 1760 | ARG
1 C 2126 GLN
1 C 2206 | ARG
1 C 2211 ASN
1 C 2293 | PRO
1 C 2419 | ARG
1 C 3670 LEU
1 C 3813 ASN
1 C 3906 ASN
1 C 3990 ASN
1 C 4032 | THR
1 C 4122 LEU
1 C 4168 GLU
1 C 4171 | ARG
1 C 4179 ASN
1 C 4184 LYS
1 C 4187 | MET
1 C 4499 ASN
1 C 4515 ASN
1 C 4609 | ARG
1 C 4727 | MET
1 C 4781 LEU
1 C 4844 | ARG
1 C 4910 | THR
1 D 44 ASN
1 D 84 ASN
1 D 192 LEU
1 D 298 ARG
1 D 439 LYS
1 D 475 LYS
1 D 531 ASN
1 D 606 ARG
1 D 628 ASN
1 D 658 ASN
1 D 678 MET
1 D 687 THR
1 D 841 LYS
1 D 854 THR
1 D 925 PRO
1 D 950 VAL
1 D 990 PRO
1 D 1089 | ARG

Continued on next page...
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Mol | Chain | Res | Type
1 D 1619 VAL
1 D 1637 | ARG
1 D 1739 PHE
1 D 1760 | ARG
1 D 2080 GLU
1 D 2126 GLN
1 D 2206 | ARG
1 D 2211 ASN
1 D 2293 | PRO
1 D 2419 | ARG
1 D 3670 LEU
1 D 3813 ASN
1 D 3906 ASN
1 D 3990 ASN
1 D 4032 | THR
1 D 4122 LEU
1 D 4171 | ARG
1 D 4179 ASN
1 D 4184 LYS
1 D 4187 | MET
1 D 4499 ASN
1 D 4515 ASN
1 D 4609 | ARG
1 D 4727 | MET
1 D 4781 LEU
1 D 4844 | ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (169) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 23 GLN
1 A 44 ASN
1 A 84 ASN
1 A 123 HIS
1 A 238 HIS
1 A 293 GLN
1 A 364 GLN
1 A 394 HIS
1 A 486 GLN
1 A 490 GLN
1 A 531 ASN
1 A 544 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 A 593 HIS
1 A 604 HIS
1 A 628 ASN
1 A 681 HIS
1 A 1244 ASN
1 A 1294 ASN
1 A 1602 GLN
1 A 1620 GLN
1 A 1654 HIS
1 A 1691 ASN
1 A 1938 GLN
1 A 2090 HIS
1 A 2211 ASN
1 A 2212 GLN
1 A 3666 HIS
1 A 3862 GLN
1 A 3906 ASN
1 A 3954 HIS
1 A 3990 ASN
1 A 4160 GLN
1 A 4179 ASN
1 A 4192 ASN
1 A 4499 ASN
1 A 4559 HIS
1 A 4630 GLN
1 A 4737 |  ASN
1 A 4767 | GLN
1 A 4817 HIS
1 A 4880 GLN
1 A 4914 HIS
1 B 23 GLN
1 B 44 ASN
1 B 84 ASN
1 B 123 HIS
1 B 238 HIS
1 B 293 GLN
1 B 364 GLN
1 B 394 HIS
1 B 486 GLN
1 B 490 GLN
1 B 531 ASN
1 B 544 ASN

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK

{8 EMDataBank




Page 81

Full wwPDB/EMDataBank EM Map/Model Validation Report

5GOA

Continued from previous page...

Mol | Chain | Res | Type
1 B 593 HIS
1 B 604 HIS
1 B 628 ASN
1 B 681 HIS
1 B 1244 ASN
1 B 1294 ASN
1 B 1602 GLN
1 B 1620 GLN
1 B 1654 HIS
1 B 1691 ASN
1 B 1938 GLN
1 B 2090 HIS
1 B 2211 ASN
1 B 2212 GLN
1 B 3666 HIS
1 B 3862 GLN
1 B 3906 ASN
1 B 3954 HIS
1 B 3990 ASN
1 B 4179 ASN
1 B 4192 ASN
1 B 4499 ASN
1 B 4559 HIS
1 B 4630 GLN
1 B 4737 |  ASN
1 B 4767 | GLN
1 B 4817 HIS
1 B 4880 GLN
1 B 4914 HIS
1 C 23 GLN
1 C 44 ASN
1 C 84 ASN
1 C 123 HIS
1 C 238 HIS
1 C 293 GLN
1 C 364 GLN
1 C 394 HIS
1 C 486 GLN
1 C 490 GLN
1 C 531 ASN
1 C 544 ASN
1 C 593 HIS
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Mol | Chain | Res | Type
1 C 604 HIS
1 C 628 ASN
1 C 681 HIS
1 C 1244 ASN
1 C 1294 ASN
1 C 1602 GLN
1 C 1620 GLN
1 C 1654 HIS
1 C 1691 ASN
1 C 1938 GLN
1 C 2090 HIS
1 C 2152 ASN
1 C 2211 ASN
1 C 2212 GLN
1 C 3666 HIS
1 C 3862 GLN
1 C 3906 ASN
1 C 3919 ASN
1 C 3954 HIS
1 C 3990 ASN
1 C 4179 ASN
1 C 4192 ASN
1 C 4499 ASN
1 C 4559 HIS
1 C 4630 GLN
1 C 4737 |  ASN
1 C 4767 | GLN
1 C 4817 HIS
1 C 4880 GLN
1 C 4914 HIS
1 D 23 GLN
1 D 44 ASN
1 D 84 ASN
1 D 123 HIS
1 D 238 HIS
1 D 293 GLN
1 D 364 GLN
1 D 394 HIS
1 D 490 GLN
1 D 531 ASN
1 D 544 ASN
1 D 593 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 D 604 HIS
1 D 628 ASN
1 D 681 HIS
1 D 1244 ASN
1 D 1294 ASN
1 D 1602 GLN
1 D 1620 GLN
1 D 1654 HIS
1 D 1691 ASN
1 D 1938 GLN
1 D 2090 HIS
1 D 2211 ASN
1 D 2212 GLN
1 D 2831 ASN
1 D 3666 HIS
1 D 3862 GLN
1 D 3906 ASN
1 D 3919 ASN
1 D 3954 HIS
1 D 3990 ASN
1 D 4179 ASN
1 D 4192 ASN
1 D 4499 ASN
1 D 4515 ASN
1 D 4559 HIS
1 D 4630 GLN
1 D 4737 |  ASN
1 D 4767 | GLN
1 D 4817 HIS
1 D 4880 GLN
1 D 4914 HIS

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.
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5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 4 ligands modelled in this entry, 4 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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