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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 4.50 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value

Clashscore I | o s
Ramachandran outliers IS e 0.2%
Sidechain outliers I 0.7%

Worse Better
0 Percentile relative to all structures

[l percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 125131 1336
Ramachandran outliers 121729 1120
Sidechain outliers 121581 1026

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 108 84% 15%
1 F 108 81% 19% .
1 H 108 85% 14%
1 J 108 83% 16%
2 B 4416 84% 10% 5%
2 E 4416 84% 10% 5%
2 G 4416 84% 10% 5%
2 I 4416 84% 10% 5%
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 121272 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 Peptidyl-prolyl cis-trans isomerase FKBP1B.

Mol | Chain | Residues Atoms AltConf | Trace
VR Lo s e s e g | 0| O
1 A 107 Téoltg 1 5?6 114\114 1C5)4 ZSL 0 0
1 H 107 Téoltg l 5?6 114\114 1(5)4 ZSL 0 0
1 J 107 Téoltg l 5?6 114\114 1(5)4 ZSL 0 0
e Molecule 2 is a protein called Ryanodine receptor 1.

Mol | Chain | Residues Atoms AltConf | Trace
2 B 4194 ;FQOZSEI) 18§86 521\;8 54?28 127 0 0
2 E 4194 ;FQOISEI) 18586 521\;8 54?28 1?7 0 0
2 I 4194 59053519 18%86 521\;8 54028 1?7 0 0
2 G 4194 ;9053519 18%86 521\;8 54028 127 0 0

e Molecule 3 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf
3 a 1 Toltal Zln 0
3 B 1 Toltal Zln 0
3 I 1 Toltal Zln 0
3 B 1 Toltal Zln 0
PR
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more consecutive
residues without any outlier are shown as a green connector. Residues present in the sample, but
not in the model, are shown in grey.

e Molecule 1: Peptidyl-prolyl cis-trans isomerase FKBP1B

Chain F: 81% 19% N
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e Molecule 1: Peptidyl-prolyl cis-trans isomerase FKBP1B

Chain A: 84% 15% N
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e Molecule 1: Peptidyl-prolyl cis-trans isomerase FKBP1B

T21
K47
R49
V55
R71
L74
F99
E1!)7

OO Em® W mm N
N 2] MM 0 <
- = T X X ~

Ch&in H: 85% 14% .

- ) e O )
~ N @ ®
H®n = — o

e Molecule 1: Peptidyl-prolyl cis-trans isomerase FKBP1B
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Chain J: 83% 16% N

e Molecule 2: Ryanodine receptor 1
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Chain B: 84% 10%

WO RLDWIDE

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM


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

5TB4

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 5

8Ls

6LLd

9LLT

€L.T

9.0

89,4

0S8.1

8%.L1

9%.LD
SvLs

0vLd

LELT

TTLM

0CLH

8TLD
L1.0

€1LS

804D
LOLA

SOLN

€0.LD

869D

¥69d

88971

€894

T89H

TLOA

7994

T99M
¢S94

6794

€961
[4s(5:8

8€6H

CEBT

6261

TZeN

8164

€161

L0671

T06)

8680

€684

T68M

1881
9884

S.8Y

178D

ST8A

€184

T180
808X
§08d
66,4
861D
LBLH
v6.LD
€6.LT
T6LT
88.)

78.LS

€L0TY

7501d

CSOTN
TSOTA

9%0T1

i44Ux

SEOTN

2e0TH

S2otTyd

02014

686V

086V

8161

cL6T

696d
896V

6564

809TH

76STYd
6CSTX
9ZSTX

T2STX

B6TSTX

9TGTX

LETTM

9€TTL

GETTL

91211

66TTA

TETTA

99TTD

T9TTI

CSTTH

EVTTIM

9CT1D
STTIN

€CTTA

0CT11

60TTT

L0TTd

€0T1D

T0TTY

S60TA

T80TA

6L0TH
8L0T3d

6ELTL

TELTT

LT.74

STLTY

€TLIV

TZLTd

6TLTH
8TLIL

€1.1d

0TLTD

L0LTT

TOLTV

86911

16910

889TH

0¥81d

0€8TA

8z81d

v8LIV

SLLTH

CTLLTY

¥9.L1D

€VLTYH
CvLIL

€%02D
2020

8c0cy
L2021

¥20Td
ceoed
5002b
200z2d
S66TL
T66TL
LLETA

€610

0961V
8¥61d
07610

9E6TA
SE6TA

2e6Td

LS2T1
9¥CTN

S12T1
j4544\

6612

96TCN
S6T72d

0LTZ
69720

19721

1€121

8CTTA

9g12Y

88€Td
]
¥8ecI
]
18€cd
|
9.L€T71
|
89€T1
]
1SN
| osgey |
6VECN
8vecd
Lyecd
9VETA
|
£7€TH
TYETN
[ mwees |
ovecd
]
LEETA
]
LTETH
9CETI
|
96221
v62Ca
| eezeh |
[4344c
| tezed
06221
|
L.TTV
9.2TV
|
€.2T1

TLeTl

€28CI

S18CY
w18y

11824
0182x1

L082M
9082y

€082

T6.C1

18.TL

8L.LTH
LLLTA

SLLTM

0LLTH

29.2L

89,24

1521

8v.2d

[47XAN

6€.2d

LgLTd

9.92X

¥L92X

TLYTT

69%C1

99%21

/4

8EVCd

9€¥TO

CEVTT

09G€X
955€X
69€€X
S9geX
0€621
12621
0zecd
9162
€162y
S06271
C06CH
76821
8882Y
882N
882N
9,824
21820

898CS

€C6ET
L06EL
668€d
968EN

068€T
688€h

L18€T1
9T8EW
S18€Y
TTI8EA
608EN

908EN

L8LEN

08LET
6LLEA

CTLLEL
69.€4
99.€b

9.4
T9.LED

€5.ed

TeLES
crLed

9.9¢€d
§.9¢€d

699¢€d

T99€1
TO9EM

859€X

0TTYN

L0173
90T¥d

70Tl
76070
06073

980%D
S80%Y4

£80%a
£90%a

09073
65071

9507a
TEOTN
61071
800%S
20073
966€4

€66€7T
ze6ed

986EM
786ed
T86EV
TL6ED
£96EN

T96EA
096D

SGS6EW
8v6eN
LEBEAR
TE6ES

LT6ED

28SVA

08S7A

LLSTT

S§LS74
TLSPd
89S7N
E9S7N
YrETX
0SZHh
0€TYA

8TTYY
Lzeva

coTvd

Y6T7A
€6TVI

11:15728
8L1¥%1
9L1%d

LOTVV
99T¥1

9STVH
c¢sTva

8VIvL

098%Y4

EEBYN

28w

0LL%S

L9LTM
99.%L

€9.%D

CSLYY

0S8L%1
6774

VLYY

EVLTN

cTLvd

6T.L7d
8TLYA

ETLYS

86973

€L9%4

999%A

9€05T

L2080

88674

8L6VH

89674

09671

|

SE6YT

62671

SC6YI

60674

068%D

988VH

9.8%0

T.8%3

798N

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



5TB4

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 6

Ryanodine receptor 1

e Molecule 2

5%

10%

84%

Chain E:

0oozM
96TH
S6T4
v618
08T1
S.L1S
PLTA
€L1S
191
914
1914
LSTH
SYIV
6€ETH

YETA

CETY

1

118

TTTH

LGN

671

cvd

o

€2h

99%S

€973

¥Svd

TSPA

L%%a

Y0¥I

L6€3

= 9S8 AR -
© @ © © © WO
= n=oaA =]

S6€b

€6€D
ceeyd

L8EV

28€D
18€4

6.LEH

85€L

SPET

€EED

Teen

9red
STED

€1es
21el

60€L
80€H

8.2h

PASA: S

[474

9gey
geey

6TCA

Tica

L0Zs
902D

€02N

6294
9291

291
TToN

0TON
609D

90971

1650

6851

€8SI

0853

S.97T

¢LSd

feleieics

€994

TSS1T

vesy

TESH

0ZSN

008V

L6%A

1671

88%1

87

254t

TLvd

0L¥S

85,4

0S.LT

8%.LT

9%.LD
ShLS

ovLd

LELT

TTLM

0CLH

8TLD
L1.Q

€T.LS

80.LD
LOLA

GOLN

€0.LD

869D

769d

8891

€894

T89H

TLOA

7994

T99M

2594

6794

9%9d

T7oA

LE9T
9EIN

€90

0€93

€161

1061

TO6%

8680

€684

Te8M

1881
9884

.8V

998d

%80

GT8A

€184

1180
8084
S08d
66,3
86.D
L6LH
76.D
€6.L7T
T6LT
88.LY

8.8

8Ls

6.L.d

9LLT

€LLT

590

7501d

CSOTN
TSOTA

9%0T1

44U

SEOTN

TEOTH

SToTYd

086V

8161

cL6T

696d
896V

656X

€961
(435’8

8E6H

2e61

6261

TZeN

8164

v16d

B6TSTX

9TSTX

LETTM
9€TTL

912CTI

66TTA

T6TTA

S.L118

SCTIN

€CTTA

L0T1d

€0TTD

TOTTYH

660Td

S60TA

6L0TH

+

€L074

6TLTH
8TLII

€T.10

0TLTD

L0LTT

TOLTY

86911

889TH

LEITH

0€9TD

809TH

+

v6STd

6TSTX

9TSTX

T2STX

6S8TA
0¥81d
0€8TA

8z81d

208TI

¥8LIV
SLLTH
CcLLTY
%9.L1D

ev.LTd
CYLIL

B6ELTL
TELTT

LTL.14

SCTLTY

€TLIV

TeLTd

€%02D
2020

L2021
¥cocd
S002h
2002¢d
S66T.L
T66T.L
LLETA

€L6TD

0967V
SE6TA

2E6Td
TE6TT

L52T1
9vZTN

12T
j4349\

6612

96TCN
S6T2d

0LTZ
69720

L9721

T€T21

88€Td

¥8ecI

18€cd

9L€T1

89€T1

6VECN
8vecd
Lyeed
9VETA

£7€TH
ZYETN

ovecd

LEETA

LTETH
9CETI

96221
v622a

[4344c

06221

L.,TTV
92TV

€.2C1

TLTCL

£€28TI

ST8CY
w18y

11824
0182Y1

L082M
90824

€082

16.C1

18.TL

8L.LTH
LLLTA

SLLTH

0LLTH

29,21

8G.24

15.21

8v.2d

[47kAN

6€.2d

LgLTd

9.92X

vL92X

TLYTT

69%C1

99%2T

ysved

8e¥ed

9E¥TO

955eX
69€€X
S9geX
0€621
126271
ozezyd
9162
€168y
50621
C06CH
76821
8882Y

882N

882N

668€d
968EN

068€T
688€D

L18€T
9T8EN
S18€N
CT8EA
608EN

908EN

18LEN

08LET
6LLEA

CTLLEL
69.€Y
99.€b

9.4

CTELES

cr.Led

969€d
v69ex

9.9€d
§.9¢€d

€99¢€1
T99¢€1
TO9EM
859€X

095€X

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



5TB4

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 7

90T¥d
7017l
76070
06073

980%D
S80%Y4

£80%a
£90%a

09073
69071

9507a
TEOTN
61071
800%7S
2007
966€4

£66€7T
ze6€ed

986EM
v86ed
T86EV
TL6ED
€96EN

T96EA
096€D

GS6EN
8v6eN
LEBER
TE6ES
126D
€T6ET

LO6EL

C28SYA

08S7A

LLSYT

S.S%4
TLSP4
€5STN
TrEVX
0SZvh
0€THA

8TTYYV
LzTva

[du474s

Y6174
€6TVI

15215728
8LTY1
9L1%d

LOTHV
99191

9STVH
[4157
8VIvL

0ZT7N

798YN

09874

EEBYN

0LLYS

L9LYM
99.%1

€9.¥D

CSLYY

0571
67.L7d

VLYV

EVLTW

[ah 4

6T.LYd
8TLYYA

ETLYS

86973

€L9%4

999%A

T99%d

9€05T

L2080

88674

9867V

84%

7867N

tor 1

8L6VH

89674

096%1

|

SE6YT

62671

ST6YI

60674

068%D

988VH

9.8%0

T.8%d

Ryanodine recep

e Molecule 2

5%

10%

Chain I

pAAY
9020

€02N
96TH
S6Td
v61S
SG.LTS
YLIA
€LTS
L91a
v91d
1914
LSTd
SPIV
6ETHT

YETA

CETY

1

118

TITH

L8N

671

cvd

Se€T

€zh

25

TLhY

0L¥S

¥Svd

TSPA

Ly%a

L6€d

S6€b

£€6€D
z6ed

L8eY

28eD
T78€d

6LEH

85€EL

SveT

£EED

Teen

91ed
ST€0

€1€es
crel

60€L
80€H

8.2b

1524

{4748

9gay
SETY

€eTI
ceTL

61CA

T12d

9E9N

0€93
6294

9291
S§291
TToN

1291

6190
8190
LTON
9198

YI9A

0TON
6090

90971

1650

68571

€851

0853

S.ST

TLS8d

isicics

€554

TSS1

9ESN

vesy
EESN

TESH

0ZSN

008y

L6V

1671

687N
887%1

S87%S

€LLT
S9.0
85,4

0G.L7T

8%.LT

9%.LD

LOLA

SOLN

€040

869D

769d

88971

€894

T89H

TLOA

7994

T99M

T894

6794

9%9d

T¥9A

LEIT

6261
TZ6N
8164

¥16d
€161

L0671
T063%
8680

€684

T68M

1881
9884

S.8V

178D

ST8A

€184

7180
808X
§S08d
66,3
86.D
L6LH
6.0
6.1
26L1
883

V8.LS

T8LS

6LLd

9LL7T

%3079

CSOTN
TSOTA

97071

w9014

SEOTN

CEOTH

S20Td

02014

686V

086V

8L6L

TLeT

696d
896V

656X

€961
[4s(5:8

2E6T

62STX

9TSTX

TCSTX

61STX

9TSTX

LETTM
9€CTL

91211

66TTA

T6TTA

9911D

19111

CSTTN

EVTTIM

LTTTH
9CT1D
SCTIN

€CTTA

0111

60711

L077d

€0TTH

TOTTH

66074

S60TA

T80TA

6L0TH
8.07T3

€L07TY

F

STLTY

€TLIY

TcLTd

6TLTH
8TLTI

€TLTQ

0TL1D

L0411

TOLTV

86911

16910

889TH

S89T1

08914

6S8TA

€v.LTY
TYLIL

6ELTL

TELTT

L2.74

€%02D
2v0ed

12021

vcoed

5002h

2002d

S66TL

T66TL

LL6TA

€L6T0

0961V

8¥61d

0%61D

9€6TH
SE6TA

2e6Td

9¥TeN

§12e1
14544\

66TCYH

96TCN
S6TCd

0LTZW
69120

19121

T€TCT

8CTTA

9Ty

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



5TB4

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 8

89€T1

TSECN
67ECN
8vecd
Lyecd
9veTA

€veTd
cheeN

oveed

Leged

LT€TD
9zeTD

96221
v622d

zeced

06221

L.Lgey
9.Lzev

€.221

TLeTl

L5221

v18ey

11824
0182y

L08ZM
9082Y

£08cd

T6.21

8.2l

8L.TD
LLLTA

SLLTh

0LLeH

29,21

8G9.24

TS.21

8¥.Ltd

LTl

6€.2d

LeLed

2LvT]

69¥C1

99921

2144

8€¥Td

9€¥%TD

2EVTT

095€X
965X
69€€X
S9€EX
0€621
L2621
ozecy
91623
€T6CV
S0621
CO06CH
¥6821
8882y
882N
882N
9,824
TL82h

898¢S

£26€T
LO6EL
668€4
968EN

068€T
688€h

LT8ET
9T8EN
ST8EN
CTI8EA
608EN

908EN

L8.Le%
08.LE7T

€L.84
CTLLEL

69,84
99.£0

9.4
19,80

€5.ed

CELES
crLed

9.9€a
S.9ed

699¢€4

CT99€1
TO9EM

8G9¢€M

0ZTYN
90Tvd
Y0¥l
76070
06073

980%D
98074

£80%a
£90%a

090%%
65071

95073
PeovN
61071
800%S
20073
966€4

€66€T
266€d

986EM
¥86€d
T86EV
TLBED
£96EN

T96EN
096€b

SG6EN
8v6EN
Tv6ed
LEGEAR
TE6ES

Lz6ED

28SVA

08574

LLSYT

SLSvd
TLSP4
€GSVN
44528
0SZHh
0ETYN

8TV
Legeva

20Ty

¥6T¥A
€6TVI

181%1
8L1%1
9L1%d
LITVY
9GTVH
csTva

8YIvL

T.8%d

7987N

09874

EEBTN

0LLYS

L9LVM
EEVAAN

€9.%D

TSLYY

0S.¥I
6v.Lva

VLYY

EVLYIN

cTLvd

6T.L7d
8TLYY

€TL¥S

86973

€L9%4

9997A

T¥9%d

9€09T

208D

88674

9867V

7867N

8L6VH

89674

09671

|

Ryanod

Se6%1

626%1

erdcian

60674

0687D

9887VH

91870

ine receptor 1

e Molecule 2

5%

10%

84%

Chain G

oozM
96TH
S6T4
v618
0871
S.L1S
vLIA
€L1S
1,91
914
1914
LSTH
SYIV
6€Td

YETA

CETY

1

118

TTTH

LGN

671

cvd

o

€Th

€0CN

1
9291
291

254

(A4S

0S.LT

8%LT

9%.LO
Sv.LS

0%Ld

LELT

TTLM

0CTLH

8TLD
L1.Q

€TLS

80.LD
LOLA

SOLN

€0.LD

869D

S69&
769d

8891

€894

T89H

TLOA

7994

C99M

2994

6794

9%9d

T¥9A

LE9T
9EIN

€90

0€93
6294

¥16d
€161

L06'T

TOo6Y%

8680

€684

T68M

1881

S08d

66,3
86.D
L6LH

76.D
€6.L7T
T6LT
88.L)

¥8.LS

8Ls

6LLd

9L.LT

€LLT

9.0

85,4

7501d

CSOTN
TSOTA

97011

vvoTd

SEOTN

TEOTH

ST0TYd

686V

086Y

8L6L

TL6T

696d
896V

696X

€961
csex

8E€6H

2e6'1

6261

TeeNn

8164

6TSTX

9TSTX

T2STX

B6TSTX

9TSTX

LETTM
9€CTL

91211

9CT1d
GCTIN

€CTTA

L0T1d

€0TTD

TOTTYH

660Td

S60TA

6L0TH

+

€L074

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



5TB4

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 9

STLTY

E€TLIV

TcLTd

6TLTH
8TLTI

OTLTD

TL9TY

89914

G99TH

0S9TI

LEITH

0€9TD

809TH

S

v6STd

CYLIL

6ELTL

TELTT

L2149

[a7&]
12021
¥eocd
$002b
200z2d
S66TL
T66TL
LLETA

€16T0

0961V
8¥61d

2e6Td

€.2C1
[ Tueed |
TLTCL
|
LS2T1
|
9%CTN
|
S12C1
j4%44\
|
6612
|
96TCN
g612d
|
0LTTN
69720

L9121

1€121

8CTCA

9¢12d

[4574

88€TH
¥8ecI
18€zd
9.€21
89€CT
TSECTN
67ECTN
8veca
LveTa
9veETA

E€YETH
(44448

oveTd

LEETA

L2€Td
92ETD

96221
¥62Ca

[41a4c

06221

LLTTY
Vkaa )

€28CI

S18CY
w182y

T182d
0182y

,082M
9082y

€082

16,21

18.TL

8L.TH
LLLTA

SLLTM

0LLTH

9.2l

89,24

1521

8¥.L2d

[47XAaN

6€.L2d

LgLed

9.92X

¥.L92X
TLyeT
69%C1
99%C1
¥sved
8EVTd

9€E¥TO

859¢eX
095€X
955€X
69€€X
S9€eX
0€621
L2621
0zecy
91683
€162V
S0621
C06CH
76821
8882Y
882N
188CN
9,824
21820

898CS

€C6ET
L06EL
668€d
968EN

068€T
688€h

L18€T
9T8EW
S18€Y
TI8EA
608EN

908EN

L8LEN

08LET
6LLEA

CTLLEL
69.€4
99.€b
9.4

€5.e4

ceLES
crLed

969€d
v69€%

9.9ed
§.9¢ed

699€4d

C99€T
TO9EM

(4578

0TTYN

90T¥d

1405720

76070

06073

980%D
98074

£80%a

£90%a

09073
65071

9507a

TEOTN

61071

80078

20073

966€4

€66€T
ze6ed

986EM

v86ed

T86EV

TL6ED

€96EN

T96EA

GS6EN

8v6eN

Tv6ed

LEBEAR

TE6ES

LT6ED

Z8SVA

08574

LLS%T

§.S74

TLSPA

€5STN

147253724

0ST7h

0€TYA

8TTYY
Lzevd

20ocvy

15729
€6T71

T8TVI

9.1%d

L9TYV

9STVH

SC6VI

60674

068%D

988YVH

9.8%D

TL8%d

798¥N

098%Y4

EEBTN

0LLYS

L9LYM

CSLYY

[7A7

VLYY

EVLVH

cTLYY

6TL7d
8TLYYA

€TLYS

869731

€L974

999%A

Tv9%d

9€05T

LT0SD

88674

9867V

786N

8L6VH

89674

09671

|

SE6VT

62671

R LDWIDE

erbDeBe
EMDataBank

Unified Data Resource for J0EM

O
PROTEIN DATA BANK

W



Page 10 Full wwPDB/EMDataBank EM Map/Model Validation Report 5TB4

4 Experimental information (i)

Property Value Source

Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used 55564 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method Not provided Depositor
Microscope FEI POLARA 300 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

B riowio:

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

Mol | Chain | py/q7 L Z| >2 RMSZ 47| >2

1 A 0.31 0/834 0.51 0/1123

1 F 0.31 0/834 0.51 0/1123

1 H 0.31 0/834 0.51 0/1123

1 J 0.31 0/834 0.51 0/1123

2 B 0.31 1/25428 (0.0%) 0.55 6/34534 (0.0%)

2 E 0.31 1/25428 (0.0%) 0.55 6/34534 (0.0%)

2 G 0.31 1/25428 (0.0%) 0.55 6/34534 (0.0%)

2 | 0.31 1/25428 (0.0%) 0.55 6/34534 (0.0%)
All All 0.31 | 4/105048 (0.0%) | 0.55 | 24/142628 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
1 F 0 1
1 H 0 1
1 J 0 1
2 B 0 14
2 E 0 14
2 G 0 14
2 I 0 14
All All 0 60

All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 B 695 | TYR C-N 5.28 1.44 1.34
2 I 695 | TYR C-N 5.28 1.44 1.34
Continued on next page...
o

PROTEIN DATA BANK
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 G 695 | TYR C-N 0.28 1.44 1.34
2 E 695 | TYR C-N 5.26 1.44 1.34

All (24) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
2 B 131 | LEU | CA-CB-CG | 8.22 134.20 115.30
2 E 131 | LEU | CA-CB-CG | 8.22 134.20 115.30
2 G 131 | LEU | CA-CB-CG | 8.22 134.20 115.30
2 I 131 | LEU | CA-CB-CG | 8.21 134.18 115.30
2 I 1600 | LEU | CA-CB-CG | 6.73 130.78 115.30
2 B 1600 | LEU | CA-CB-CG | 6.71 130.75 115.30
2 E 1600 | LEU | CA-CB-CG | 6.71 130.75 115.30
2 G 1600 | LEU | CA-CB-CG | 6.70 130.71 115.30
2 G 1676 | LEU | CA-CB-CG | 6.39 130.01 115.30
2 B 1676 | LEU | CA-CB-CG | 6.39 130.00 115.30
2 I 1676 | LEU | CA-CB-CG | 6.39 130.00 115.30
2 E 1676 | LEU | CA-CB-CG | 6.38 129.98 115.30
2 I 2290 | LEU | CA-CB-CG | 5.65 128.30 115.30
2 B 2290 | LEU | CA-CB-CG | 5.65 128.30 115.30
2 E 2290 | LEU | CA-CB-CG | 5.65 128.30 115.30
2 G 2290 | LEU | CA-CB-CG | 5.62 128.23 115.30
2 B 688 | LEU | CA-CB-CG | 5.41 127.73 115.30
2 E 688 | LEU | CA-CB-CG | 5.41 127.73 115.30
2 I 688 | LEU | CA-CB-CG | 5.41 127.73 115.30
2 G 688 | LEU | CA-CB-CG | 5.41 127.73 115.30
2 B 4985 | LEU | CA-CB-CG | 5.37 127.66 115.30
2 E 4985 | LEU | CA-CB-CG | 5.37 127.66 115.30
2 I 4985 | LEU | CA-CB-CG | 5.37 127.66 115.30
2 G 4985 | LEU | CA-CB-CG | 5.37 127.66 115.30

There are no chirality outliers.

All (60) planarity outliers are listed below:

Mol

Chain

Res

Type

Group

8

SER

Peptide

139

GLU

Peptide

1676

LEU

Peptide

1712

TYR

Peptide

1828

ASP

Peptide

2291

GLN

Peptide

NN NN DN DO —

| 30| 0| | 9| 2| =

2343

GLY

Peptide

Continued on next page...
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Mol

Chain

Res

Type

Group

2472

LEU

Peptide

2807

TRP

Peptide

312

THR

Peptide

3971

GLY

Peptide

4666

VAL

Peptide

624

ASN

Peptide

694

PRO

Peptide

808

TYR

Peptide

139

GLU

Peptide

1676

LEU

Peptide

1712

TYR

Peptide

1828

ASP

Peptide

2291

GLN

Peptide

2343

GLY

Peptide

2472

LEU

Peptide

2807

TRP

Peptide

312

THR

Peptide

3971

GLY

Peptide

4666

VAL

Peptide

624

ASN

Peptide

694

PRO

Peptide

808

TYR

Peptide

8

SER

Peptide

139

GLU

Peptide

1676

LEU

Peptide

1712

TYR

Peptide

1828

ASP

Peptide

2291

GLN

Peptide

2343

GLY

Peptide

2472

LEU

Peptide

2807

TRP

Peptide

312

THR

Peptide

3971

GLY

Peptide

4666

VAL

Peptide

624

ASN

Peptide

694

PRO

Peptide

808

TYR

Peptide

8

SER

Peptide

139

GLU

Peptide

1676

LEU

Peptide

1712

TYR

Peptide

DI DN| NN NN NN DN NN NN NN DN NN DN

Ll Rl jesi i S e ol o Kol Il I kol el o] kol kalialResNeslNesl Nesl Nesilello]les|Nesl Nes! ResiNesilesl fesl N es| Resl RosiRvsiHvsl fvs] R velHos] Hoe

1828

ASP

Peptide

Continued on next page...
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Mol | Chain | Res | Type | Group
2 I 2291 | GLN | Peptide
2 I 2343 | GLY | Peptide
2 I 2472 | LEU | Peptide
2 | 2807 | TRP | Peptide
2 I 312 | THR | Peptide
2 I 3971 | GLY | Peptide
2 I 4666 | VAL | Peptide
2 I 624 | ASN | Peptide
2 I 694 | PRO | Peptide
2 | 808 | TYR | Peptide
1 J 8 SER | 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 818 0 824 11 0
1 F 818 0 824 12 0
1 H 818 0 824 9 0
1 J 818 0 824 11 0
2 B 29499 0 24757 259 0
2 E 29499 0 24757 259 0
2 G 29499 0 24757 251 0
2 I 29499 0 24757 256 0
3 B 1 0 0 0 0
3 E 1 0 0 0 0
3 G 1 0 0 0 0
3 I 1 0 0 0 0

All All 121272 0 102324 1040 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 5.

All (1040) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.

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

2:G:2291:GLN:HB3 2:G:2294:ASP:H 1.51 0.76
2:E:2291:GLN:HB3 2:E:2294:ASP:H 1.51 0.76
2:B:2291:GLN:HB3 2:B:2294:ASP:H 1.51 0.75
2:1:2291:GLN:HB3 2:1:2294:ASP:H 1.51 0.74
2:G:4673:ARG:HH22 | 2:G:4698:LYS:HB2 1.57 0.70
2:B:4673:ARG:HH22 | 2:B:4698:LYS:HB2 1.57 0.69
2:1:4673:ARG:HH22 2:1:4698:LYS:HB2 1.57 0.69
2:E:4673:ARG:HH22 2:E:4698:LYS:HB2 1.57 0.68
2:1:1764:GLY:HA3 2:1:1859:VAL:HG11 1.76 0.67
2:B:1764:GLY:HA3 | 2:B:1859:VAL:HG11 1.76 0.66
2:B:4230:LYS:HD2 2:B:4959:PHE:CE1 2.31 0.66
2:1:4230:LYS:HD2 2:1:4959:PHE:CE1 2.31 0.66
2:G:4230:LYS:HD2 2:G:4959:PHE:CE1 2.31 0.65
2:E:1764:GLY:HA3 | 2:E:1859:VAL:HG11 1.76 0.65
2:E:4230:LYS:HD2 2:E:4959:PHE:CE1 2.31 0.65
2:G:1764:GLY:HA3 | 2:G:1859:VAL:HG11 1.76 0.65
1:H:34:LYS:HD3 2:G:629:ARG:HD2 1.80 0.63
2:E:4059:LEU:HD13 | 2:E:4167:ALA:HB2 1.82 0.62
2:B:4059:LEU:HD13 | 2:B:4167:ALA:HB2 1.82 0.62
2:E:2748:PRO:HD2 | 2:E:2751:LEU:HD12 1.82 0.62
2:1:2748:PRO:HD2 2:1:2751:LEU:HD12 1.82 0.62
2:B:393:CYS:SG 2:B:395:GLN:NE2 2.73 0.62
2:1:393:CYS:SG 2:1:395:GLN:NE2 2.73 0.62
1:J:35:LYS:HD3 2:1:636:ASN:HD21 1.65 0.62
2:E:2291:GLN:HB2 2:E:2295:.LEU:HG 1.82 0.61
2:E:393:CYS:SG 2:E:395:GLN:NE2 2.73 0.61
2:B:2748:PRO:HD2 | 2:B:2751:LEU:HD12 1.82 0.61
1:F:35:LYS:HD3 2:E:636:ASN:HD21 1.65 0.61
2:G:2748:PRO:HD2 | 2:G:2751:LEU:HD12 1.82 0.61
1:H:35:LYS:HD3 2:G:636:ASN:HD21 1.65 0.61
2:1:379:HIS:HD2 2:1:382:GLY:H 1.49 0.61
2:G:2291:GLN:HB2 2:G:2295:.LEU:HG 1.82 0.61
2:1:4059:LEU:HD13 2:1:4167:ALA:HB2 1.82 0.61
2:GG:4059:LEU:HD13 | 2:G:4167:ALA:HB2 1.82 0.61
1:A:35:LYS:HD3 2:B:636:ASN:HD21 1.65 0.61
2:G:393:CYS:SG 2:G:395:GLN:NE2 2.73 0.60
1:J:34:LYS:HD3 2:1:629:ARG:HD2 1.83 0.60
1:A:34:LYS:HD3 2:B:629:ARG:HD2 1.82 0.60
2:B:379:HIS:HD2 2:B:382:GLY:H 1.49 0.60
2:E:3937:TYR:O 2:E:4002:LYS:NZ 2.34 0.60
2:E:2347:GLU:O 2:E:2351:ASN:N 2.32 0.60
1:A:42:ARG:HG2 2:B:1691:GLN:HG2 1.84 0.60

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:E:379:HIS:HD2 2:E:382:GLY:H 1.49 0.60
2:G:3937:TYR:O 2:G:4002:LYS:NZ 2.34 0.60
2:B:331:VAL:HG12 2:B:333:GLY:H 1.67 0.60
1:H:74:LEU:HB2 1:H:99:PHE:HB2 1.84 0.60
2:1:2291:GLN:HB2 2:1:2295:LEU:HG 1.82 0.60
2:B:2291:GLN:HB2 2:B:2295:LEU-HG 1.82 0.59
2:B:2347:GLU:O 2:B:2351:ASN:N 2.32 0.59
2:G:4833:ASN:HB3 | 2:G:4935:LEU:HD23 1.84 0.59
1:J:74:LEU:HB2 1:J:99:PHE:HB2 1.84 0.59
2:B:3937:TYR:O 2:B:4002:LYS:NZ 2.34 0.59
2:E:788:LYS:HG2 2:E:1630:CYS:H 1.68 0.59
1:F:34:LYS:HD3 2:E:629:ARG:HD2 1.83 0.59
2:G:788:LYS:HG2 2:G:1630:CYS:H 1.68 0.59
2:1:331:VAL:HG12 2:1:333:GLY:H 1.67 0.59
2:B:788:LYS:HG2 2:B:1630:CYS:H 1.68 0.59
2:E:626:LEU:HD23 2:E:630:GLU:H 1.68 0.59
2:1:23:GLN:OE1 2:1:203: ASN:ND2 2.36 0.59
2:1:788:LYS:HG2 2:1:1630:CYS:H 1.68 0.59
2:1:3937:TYR:O 2:1:4002:LYS:NZ 2.34 0.58
2:1:4833:ASN:HB3 2:1:4935:LEU:HD23 1.84 0.58
2:E:331:VAL:HG12 2:E:333:GLY:H 1.67 0.58
2:E:4833:ASN:HB3 | 2:E:4935:LEU:HD23 1.84 0.58
2:B:4833:ASN:HB3 | 2:B:4935:LEU:HD23 1.84 0.58
1:F:74.LEU:HB2 1:F:99:PHE:HB2 1.84 0.58
2:G:2347:GLU:O 2:G:2351:ASN:N 2.32 0.58
2:1:626:LEU:HD23 2:1:630:GLU:H 1.68 0.58
2:G:331:VAL:HG12 2:G:333:GLY:H 1.67 0.58
1:A:74:LEU:HB2 1:A:99:PHE:HB2 1.84 0.58
2:E:497:-TYR:HB3 2:E:500:ALA:HB2 1.86 0.58
2:G:379:HIS:HD2 2:G:382:GLY:H 1.49 0.58
2:B:1519:UNK:HA 2:B:1526:UNK:HA 1.86 0.58
2:B:23:GLN:OE1 2:B:203:ASN:ND2 2.36 0.58
2:E:1519:UNK:HA 2:E:1526:UNK:HA 1.86 0.58
2:G:35:LEU:HD13 2:G:49:LEU:HD13 1.86 0.58
1:J:42:ARG:HG2 2:1:1691: GLN:HG2 1.85 0.58
2:G:23:GLN:OE1 2:G:203:ASN:ND2 2.36 0.57
2:G:497: TYR:HB3 2:G:500:ALA:HB2 1.86 0.57
2:E:4230:LYS:HD2 2:E:4959:PHE:CD1 2.39 0.57
2:G:4230:LYS:HD2 2:G:4959:PHE:CD1 2.40 0.57
2:G:626:LEU:HD23 2:G:630:GLU:H 1.68 0.57
2:B:626:LEU:HD23 2:B:630:GLU:H 1.68 0.57
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:G:1519:UNK:HA 2:G:1526:UNK:HA 1.86 0.57
2:B:315:CYS:SG 2:B:316:PHE:N 2.78 0.57
2:B:35:LEU:HD13 2:B:49:LEU:HD13 1.86 0.57
2:E:315:CYS:SG 2:E:316:PHE:N 2.78 0.57
2:1:4230:LYS:HD2 2:1:4959:PHE:CD1 2.40 0.57
2:1:35:LEU:HD13 2:1:49:LEU:HD13 1.86 0.57
2:E:1721:GLU:OE2 2:E:1725:ARG:NH2 2.38 0.57
2:B:4983:HIS:N 2:B:4983:HIS:CD2 2.73 0.57
2:B:652:ARG:HD3 2:B:773:LEU:HD13 1.87 0.57
2:E:35:LEU:HD13 2:E:49:LEU:HD13 1.86 0.57
2:G:315:CYS:SG 2:G:316:PHE:N 2.78 0.57
2:G:4983:HIS:N 2:G:4983:HIS:CD2 2.73 0.57
2:1:315:CYS:SG 2:1:316:PHE:N 2.78 0.57
2:1:4983:HIS:N 2:1:4983:HIS:CD2 2.73 0.57
2:1:614:VAL:HG22 2:1:616:SER:H 1.70 0.57
2:G:614:VAL:HG22 2:G:616:SER:H 1.70 0.57
2:1:1519:UNK:HA 2:1:1526: UNK:HA 1.86 0.57
2:1:1721:GLU:OE2 2:1:1725:ARG:NH2 2.38 0.57
2:1:652:ARG:HD3 2:I.773:LEU:HD13 1.87 0.57
2:B:745:SER:HB2 2:B:758:ARG:HB3 1.87 0.56
1:H:42:ARG:HG2 2:G:1691:GLN:HG2 1.87 0.56
2:1:745:SER:HB2 2:1:758:ARG:HB3 1.87 0.56
2:B:1721:GLU:OE2 2:B:1725:ARG:NH2 2.38 0.56
2:E:23:GLN:OE1 2:E:203:ASN:ND2 2.36 0.56
2:E:652:ARG:HD3 2:E:773:LEU:HD13 1.87 0.56
2:B:4230:LYS:HD2 2:B:4959:PHE:CD1 2.39 0.56
2:G:1721:GLU:OE2 | 2:G:1725:ARG:NH2 2.38 0.56
2:E:614:VAL:HG22 2:E:616:SER:H 1.70 0.56
2:B:497:TYR:HB3 2:B:500:ALA:HB2 1.86 0.56
2:1:497-TYR:HB3 2:1:500:ALA:HB2 1.86 0.56
2:E:745:SER:HB2 2:E:758:ARG:HB3 1.87 0.56
2:1:470:SER:O 2:1:474:ARG:NE 2.39 0.56
2:1:4860:ARG:HG3 2:1:4876:CYS:HB3 1.88 0.56
2:B:614:VAL:HG22 2:B:616:SER:H 1.70 0.56
2:E:1076:ARG:HB3 | 2:E:1191:VAL:HG23 1.89 0.55
2:E:4983:HIS:N 2:E:4983:HIS:CD2 2.73 0.55
2:G:652:ARG:HD3 2:G:773:LEU:HD13 1.87 0.55
2:1:1671:ARG:HH21 2:1:1713:ASP:HB3 1.71 0.55
2:B:887:ILE:HG21 2:B:959:TYR:HA 1.88 0.55
2:E:3993:LEU:HA 2:E:3996:PHE:HB2 1.88 0.55
2:G:2199:ARG:NH2 | 2:G:2246:ASN:OD1 2.40 0.55
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2:G:745:SER:HB2 2:G:758:ARG:HB3 1.87 0.55
2:1:2347:GLU:O 2:1:2351: ASN:N 2.32 0.55
2:E:952:LYS:HB3 2:E:968:ALA:HB1 1.87 0.55
2:G:1076:ARG:HB3 | 2:G:1191:VAL:HG23 1.89 0.55
2:G:2751:LEU:HD11 | 2:G:2823:ILE:HG21 1.89 0.55
2:1:952:LYS:HB3 2:1:968:ALA:HB1 1.87 0.55
2:B:2751:LEU:HD11 | 2:B:2823:ILE:HG21 1.89 0.55
2:B:2770:LYS:HB3 2:B:2775: TRP:HB2 1.89 0.55
2:E:2751:LEU:HD11 | 2:E:2823:ILE:HG21 1.89 0.55
2:G:952:LYS:HB3 2:G:968:ALA:HB1 1.87 0.55
2:1:1076:ARG:HB3 2:1:1191: VAL:HG23 1.88 0.55
2:1:2751:LEU:HD11 2:1:2823:ILE:HG21 1.89 0.55
2:1:3993:LEU:HA 2:1:3996: PHE:HB2 1.89 0.55
2:E:4968:PHE:CE2 2:E:4978:HIS:ND1 2.75 0.55
2:G:3993:LEU:HA 2:G:3996:PHE:HB2 1.89 0.55
2:1:887:ILE:HG21 2:1:959: TYR:HA 1.88 0.55
2:B:1076:ARG:HB3 | 2:B:1191:VAL:HG23 1.88 0.55
2:B:4968:PHE:CE2 2:B:4978:HIS:ND1 2.75 0.55
2:B:591:ASP:O 2:B:1594:ARG:NH2 2.40 0.55
2:E:2199:ARG:NH2 2:E:2246:ASN:OD1 2.40 0.55
2:G:2770:LYS:HB3 2:G:2775: TRP:HB2 1.89 0.55
2:1:2199:ARG:NH2 2:1:2246:ASN:OD1 2.40 0.55
2:E:2770:LYS:HB3 2:E:2775: TRP:HB2 1.89 0.55
2:G:591:ASP:O 2:G:1594:ARG:NH2 2.40 0.55
2:B:4860:ARG:HG3 2:B:4876:CYS:HB3 1.88 0.55
2:B:952:LYS:HB3 2:B:968:ALA:HB1 1.87 0.55
2:G:4176:PRO:O 2:G:4202:ARG:NH1 2.40 0.55
2:E:580:GLU:HG2 2:E:583:1LE:HD11 1.89 0.54
2:G:1691:GLN:HE22 | 2:G:1802:ILE:HG12 1.72 0.54
2:G:580:GLU:HG2 2:G:583:ILE:HD11 1.89 0.54
2:1:591:ASP:O 2:1:1594:ARG:NH2 2.40 0.54
2:E:1671:ARG:HH21 | 2:E:1713:ASP:HB3 1.71 0.54
2:E:4860:ARG:HG3 2:E:4876:CYS:HB3 1.88 0.54
2:E:887:1LE:HG21 2:E:959:TYR:HA 1.88 0.54
2:G:4860:ARG:HG3 | 2:G:4876:CYS:HB3 1.88 0.54
2:1:4968:PHE:CE2 2:1:4978:HIS:ND1 2.75 0.54
2:B:2199:ARG:NH2 2:B:2246:ASN:OD1 2.40 0.54
2:G:1671:ARG:HH21 | 2:G:1713:ASP:HB3 1.71 0.54
2:1:2770:LYS:HB3 2:1:2775: TRP:HB2 1.89 0.54
2:1:4176:PRO:O 2:1:4202:ARG:NH1 2.40 0.54
2:G:4968:PHE:CE2 2:G:4978:HIS:ND1 2.75 0.54
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2:B:3993:LEU:HA 2:B:3996:PHE:HB2 1.88 0.54
2:E:591:ASP:O 2:E:1594:ARG:NH2 2.40 0.54
2:E:161:GLU:OE2 2:G:3984:ARG:NH2 2.41 0.54
2:G:887:ILE:HG21 2:G:959: TYR:HA 1.88 0.54
2:B:1671:ARG:HH21 | 2:B:1713:ASP:HB3 1.71 0.54
2:G:1079:LYS:NZ 2:G:1107:PRO:O 2.41 0.54
2:E:3732:SER:O 2:E:3766:GLN:NE2 2.41 0.54
2:E:1079:LYS:NZ 2:E:1107:PRO:O 2.41 0.54
2:G:4960:1LE:HG21 2:G:4988: TYR:HE2 1.73 0.54
2:1:1691: GLN:HE22 2:1:1802:1ILE:HG12 1.72 0.54
2:B:580:GLU:HG2 2:B:583:ILE:HD11 1.89 0.54
2:G:3732:SER:O 2:G:3766:GLN:NE2 2.41 0.54
2:1:2042:CYS:SG 2:1:2043:GLY:N 2.80 0.53
2:1:3732:SER:O 2:1:3766:GLN:NE2 2.41 0.53
2:B:1079:LYS:NZ 2:B:1107:PRO:0O 2.41 0.53
2:E:4176:PRO:O 2:E:4202:ARG:NH1 2.40 0.53
2:B:4176:PRO:O 2:B:4202:ARG:NH1 2.40 0.53
2:E:671:VAL:HG22 2:E:740:PRO:HG3 1.91 0.53
2:B:1691:GLN:HE22 | 2:B:1802:ILE:HG12 1.72 0.53
2:E:1691:GLN:HE22 | 2:E:1802:ILE:HG12 1.72 0.53
2:G:671:VAL:HG22 2:G:740:PRO:HG3 1.91 0.53
2:B:1052:ASN:ND2 2:B:1054:GLU:OE2 2.42 0.53
2:G:1103:GLY:HA3 2:G:1123:VAL:HA 1.91 0.53
2:1:1079:LYS:NZ 2:1:1107:PRO:O 2.41 0.53
2:1:641:VAL:HG21 2:1:705:ASN:HA 1.90 0.53
2:B:1103:GLY:HA3 2:B:1123:VAL:HA 1.91 0.53
2:B:3732:SER:O 2:B:3766:GLN:NE2 2.41 0.53
2:B:4056:GLU:O 2:B:4060:LYS:N 2.36 0.53
2:E:3772:THR:OG1 2:E:3815:LYS:NZ 2.42 0.53
2:E:470:SER:O 2:E:474:ARG:NE 2.39 0.53
2:1:580: GLU:HG2 2:1:583:ILE:HD11 1.89 0.53
2:B:1025:ARG:O 2:B:1032:LYS:NZ 2.42 0.53
2:B:470:SER:O 2:B:474:ARG:NE 2.39 0.53
2:B:641:VAL:HG21 2:B:705:ASN:HA 1.90 0.53
2:B:161:GLU:OE2 2:E:3984:ARG:NH2 2.42 0.53
2:1:1103:GLY:HA3 2:1:1123:VAL:HA 1.91 0.53
2:1:4960:1LE:HG21 2:1:4988: TYR:HE2 1.73 0.53
2:B:3889:GLN:HE22 | 2:B:3963:ASN:HB3 1.74 0.53
2:1:3772: THR:OG1 2:1:3815:LYS:NZ 2.42 0.53
2:1:671:VAL:HG22 2:1:740:PRO:HG3 1.91 0.53
2:1:3889:GLN:HE22 2:1:3963:ASN:HB3 1.74 0.52
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2:B:671:VAL:HG22 2:B:740:PRO:HG3 1.91 0.52
2:E:4960:1LE:HG21 2:FE:4988:TYR:HE2 1.73 0.52
2:B:3772:THR:OG1 2:B:3815:LYS:NZ 2.42 0.52
2:E:2803:GLU:OE2 2:E:2806:ARG:NH1 2.43 0.52
2:G:1685:LEU:HA 2:G:1688:HIS:HD2 1.74 0.52
2:B:2803:GLU:OE2 2:B:2806:ARG:NH1 2.43 0.52
2:E:1052:ASN:ND2 2:E:1054:GLU:OE2 2.42 0.52
2:E:1103:GLY:HA3 2:E:1123:VAL:HA 1.91 0.52
2:G:1052:ASN:ND2 2:G:1054:GLU:OE2 2.42 0.52
2:G:641:VAL:HG21 2:G:705:ASN:HA 1.90 0.52
2:1:1052: ASN:ND2 2:1:1054:GLU:OE2 2.42 0.52
2:B:173:SER:OG 2:B:174:VAL:N 2.43 0.52
2:E:1025:ARG:O 2:E:1032:LYS:NZ 2.42 0.52
2:G:3772:THR:OG1 2:G:3815:LYS:NZ 2.42 0.52
2:G:3889:GLN:HE22 | 2:G:3963:ASN:HB3 1.74 0.52
2:1:4056:GLU:O 2:1:4060:LY S:N 2.36 0.52
2:G:4090:LYS:O 2:G:4094:GLN:N 2.42 0.52
2:1:1025:ARG:O 2:1:1032:LYS:NZ 2.42 0.52
1:A:55:VAL:HA 2:B:1784:ALA:HA 1.92 0.52
2:B:4960:ILE:HG21 2:B:4988: TYR:HE2 1.73 0.52
2:E:1685:LEU:HA 2:E:1688:HIS:HD2 1.74 0.52
1:F:42:ARG:HG2 2:E:1691:GLN:HG2 1.90 0.52
2:1:2803:GLU:OE2 2:1:2806:ARG:NH1 2.43 0.52
2:1:173:SER:OG 2:1:174:VAL:N 2.43 0.52
2:B:520:ASN:ND2 2:B:555:GLU:OE2 2.43 0.52
2:E:2042:CYS:SG 2:E:2043:GLY:N 2.80 0.52
2:G:2803:GLU:OE2 | 2:G:2806:ARG:NH1 2.43 0.52
2:G:4056:GLU:O 2:G:4060:LYS:N 2.36 0.52
2:1:683:ARG:HB2 2:1:782:SER:HB3 1.92 0.52
2:B:4864:ASN:ND2 2:B:4871:GLU:OE1 2.41 0.51
2:1:1685:LEU:HA 2:1:1688:HIS:HD2 1.74 0.51
2:1:520:ASN:ND2 2:1:555:GLU:OE2 2.43 0.51
2:E:3889:GLN:HE22 | 2:E:3963:ASN:HB3 1.74 0.51
2:G:2042:CYS:SG 2:G:2043:GLY:N 2.80 0.51
2:B:572:PRO:HA 2:B:575:LEU:HD13 1.92 0.51
2:G:4864:ASN:ND2 2:G:4871:GLU:OE1 2.41 0.51
2:E:173:SER:OG 2:E:174:VAL:N 2.43 0.51
2:E:641:VAL:HG21 2:E:705:ASN:HA 1.90 0.51
2:G:520:ASN:ND2 2:G:555:GLU:OE2 2.43 0.51
2:G:683:ARG:HB2 2:G:782:SER:HB3 1.92 0.51
2:B:3948:LYS:NZ 2:B:4008:SER:O 2.44 0.51
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2:B:683:ARG:HB2 2:B:782:SER:HB3 1.92 0.51
2:G:2342:ASN:N 2:G:2342:ASN:OD1 2.43 0.51
2:G:572:PRO:HA 2:G:575:LEU:HD13 1.92 0.51
2:B:3984:ARG:NH2 2:1:161:GLU:OE2 2.43 0.51
2:B:551:LEU:HD21 2:B:589:LEU:HD13 1.93 0.51
2:E:520:ASN:ND2 2:E:555:GLU:OE2 2.43 0.51
2:I:551:LEU:HD21 2:1:589:LEU:HD13 1.93 0.51
2:1:572:PRO:HA 2:1:575:LEU:HD13 1.92 0.51
1:J:55:VAL:HA 2:1:1784:ALA:HA 1.92 0.51
2:B:2195:PRO:HB3 | 2:B:2246:ASN:HD21 1.76 0.51
2:E:2195:PRO:HB3 | 2:E:2246:ASN:HD21 1.76 0.51
2:1:646:PRO:HD2 2:1:779:PRO:HB2 1.93 0.51
2:E:646:PRO:HD2 2:E:779:PRO:HB2 1.93 0.51
2:G:173:SER:OG 2:G:174:VAL:N 2.43 0.51
2:1:619:ASP:0OD1 2:1:1680:ARG:NH1 2.44 0.51
2:B:1685:LEU:HA 2:B:1688:HIS:HD2 1.74 0.50
2:B:2342:ASN:N 2:B:2342:ASN:OD1 2.43 0.50
2:1:3984:ARG:NH2 2:G:161:GLU:OE2 2.43 0.50
2:E:3948:LYS:NZ 2:E:4008:SER:O 2.44 0.50
2:E:572:PRO:HA 2:E:575:LEU:HD13 1.92 0.50
2:E:4104:THR:HG22 | 2:E:4106:PRO:HD2 1.94 0.50
2:E:4864:ASN:ND2 2:E:4871:GLU:OE1 2.41 0.50
2:E:683:ARG:HB2 2:E:782:SER:HB3 1.92 0.50
2:E:681:HIS:HB3 2:E:784:SER:HB3 1.94 0.50
2:G:1025:ARG:O 2:G:1032:LYS:NZ 2.42 0.50
2:G:470:SER:O 2:G:474:ARG:NE 2.39 0.50
2:1:2927.LEU:HD23 | 2:1:2930:LEU:HD12 1.94 0.50
2:B:646:PRO:HD2 2:B:779:PRO:HB2 1.93 0.50
2:G:4104:THR:HG22 | 2:G:4106:PRO:HD2 1.94 0.50
2:B:4104:THR:HG22 | 2:B:4106:PRO:HD2 1.94 0.50
2:B:4230:LYS:HD2 2:B:4959:PHE:HE1 1.77 0.50
2:1:1731:LEU:HA 2:1:1772:ARG:HH12 1.77 0.50
2:G:664:PHE:HB2 2:G:746:CYS:HB2 1.94 0.50
2:1:4104: THR:HG22 2:1:4106:PRO:HD2 1.94 0.50
2:E:4059:LEU:O 2:E:4063:ASP:N 2.45 0.50
2:1:111:HIS:CD2 2:1:114:SER:H 2.30 0.50
2:G:111:HIS:CD2 2:G:114:SER:H 2.30 0.50
2:1:2195:PRO:HB3 2:1:2246:ASN:HD21 1.76 0.50
2:1:664:PHE:HB2 2:1:746:CYS:HB2 1.94 0.50
2:E:4056:GLU:O 2:E:4060:LYS:N 2.36 0.49
2:G:646:PRO:HD2 2:G:779:PRO:HB2 1.93 0.49
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2:1:913:LEU:O 2:1:918:ARG:NH2 2.45 0.49
2:B:111:HIS:CD2 2:B:114:SER:H 2.30 0.49
2:B:913:LEU:O 2:B:918:ARG:NH2 2.45 0.49
2:E:609:CYS:SG 2:E:610:ASN:N 2.85 0.49
2:E:664:PHE:HB2 2:E:746:CYS:HB2 1.94 0.49
2:G:1731:LEU:HA | 2:G:1772:ARG:HH12 1.76 0.49
2:G:2195:PRO:HB3 | 2:G:2246:ASN:HD21 1.76 0.49
2:G:2739:PRO:HB3 2:G:2884:ASN:HB3 1.94 0.49
2:G:609:CYS:SG 2:G:610:ASN:N 2.85 0.49
2:1:3948:LYS:NZ 2:1:4008:SER:O 2.44 0.49
2:1:4743:MET:HB3 2:1:4746:ALA:HB3 1.94 0.49
2:E:2342:ASN:OD1 2:E:2342: ASN:N 2.43 0.49
2:G:681:HIS:HB3 2:G:784:SER:HB3 1.94 0.49
2:1:4059:LEU:O 2:1:4063:ASP:N 2.45 0.49
2:B:4059:LEU:O 2:B:4063:ASP:N 2.45 0.49
2:B:451:TYR:O 2:B:474:ARG:NH1 2.43 0.49
2:B:3753:PHE:HE2 2:B:4718:LYS:HB2 1.77 0.49
2:B:707:VAL:HG23 2:B:713:SER:HB2 1.95 0.49
2:E:111:HIS:CD2 2:E:114:SER:H 2.30 0.49
2:E:1991: THR:O 2:E:1995:THR:OG1 2.30 0.49
2:E:4090:LYS:0O 2:E:4094:GLN:N 2.42 0.49
2:G:1991: THR:O 2:G:1995:THR:OG1 2.30 0.49
2:1:4230:LYS:HD?2 2:1:4959:PHE:HE1 1.77 0.49
2:E:1731:LEU:HA 2:E:1772:ARG:HH12 1.77 0.49
2:E:1960:ALA:O 2:E:1964:ARG:NE 2.46 0.49
2:E:2927:LEU:HD23 | 2:E:2930:LEU:HD12 1.94 0.49
2:E:913:LEU:O 2:E:918:ARG:NH2 2.45 0.49
2:G:913:LEU:O 2:G:918:ARG:NH2 2.45 0.49
1:H:55:VAL:HA 2:G:1784:ALA:HA 1.94 0.49
2:1:3992: PHE: O 2:1:3996:PHE:N 2.43 0.49
2:1:609:CYS:SG 2:1:610:ASN:N 2.85 0.49
2:B:2739:PRO:HB3 2:B:2884:ASN:HB3 1.94 0.49
2:E:4743:MET:HB3 2:E:4746:ALA:HB3 1.94 0.49
2:E:4978:HIS:HE1 2:E:5027:CYS:SG 2.36 0.49
2:E:551:LEU:HD21 2:E:589:.LEU:HD13 1.93 0.49
2:G:132:ALA:HA 2:G:194:SER:HB2 1.95 0.49
2:G:551:LEU:HD21 2:G:589:LEU:HD13 1.93 0.49
2:1:132:ALA:HA 2:1:194:SER:HB2 1.95 0.49
2:B:1731:LEU:HA 2:B:1772:ARG:HH12 1.76 0.49
2:B:681:HIS:HB3 2:B:784:SER:HB3 1.94 0.49
2:E:2868:SER:O 2:E:2872:GLN:N 2.39 0.49
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2:E:707:VAL:HG23 2:E:713:SER:HB2 1.95 0.49
2:G:2927:-LEU:HD23 | 2:G:2930:LEU:HD12 1.94 0.49
2:1:1960:ALA:O 2:1:1964:ARG:NE 2.46 0.49
2:1:4090:LYS:O 2:1:4094:GLN:N 2.42 0.49
2:1:683:ARG:NH1 2:1:707:VAL:O 2.44 0.49
2:E:3805:LEU:HA 2:E:3809:ASN:HD22 1.78 0.49
2:G:4059:LEU:O 2:G:4063:ASP:N 2.45 0.49
2:G:4978:HIS:HE1 2:G:5027:CYS:SG 2.36 0.49
2:1:3753:PHE:HE2 2:1:4718:LYS:HB2 1.77 0.49
2:B:1991: THR.:O 2:B:1995: THR:OG1 2.30 0.49
2:B:4978:HIS:HE1 2:B:5027:CYS:SG 2.36 0.49
2:E:2739:PRO:HB3 2:E:2884:ASN:HB3 1.94 0.49
2:E:3753:PHE:HE2 2:E:4718:LYS:HB2 1.77 0.49
2:G:3948:LYS:NZ 2:G:4008:SER:O 2.44 0.49
2:G:707:-VAL:HG23 2:GG:713:SER:HB2 1.95 0.49
2:1:1991: THR:O 2:1:1995: THR:O0G1 2.30 0.49
2:B:664:PHE:HB2 2:B:746:CYS:HB2 1.94 0.48
2:G:619:ASP:OD1 2:G:1680:ARG:NH1 2.44 0.48
2:G:683:ARG:NH1 2:G:707:VAL:O 2.44 0.48
2:1:4978:HIS:HE1 2:1:5027:CYS:SG 2.36 0.48
2:1:681:HIS:HB3 2:1:784:SER:HB3 1.94 0.48
2:B:2927:LEU:HD23 | 2:B:2930:LEU:HD12 1.94 0.48
2:B:4743:MET:HB3 2:B:4746:ALA:HB3 1.94 0.48
2:B:609:CYS:SG 2:B:610:ASN:N 2.85 0.48
2:G:3753:PHE:HE?2 2:G:4718:LYS:HB2 1.78 0.48
2:1:3805:LEU:HA 2:1:3809:ASN:HD22 1.78 0.48
2:E:132:ALA:HA 2:E:194:SER:HB2 1.95 0.48
2:G:4743:MET:HB3 | 2:G:4746:ALA:HB3 1.94 0.48
2:B:1960:ALA:O 2:B:1964:ARG:NE 2.46 0.48
2:1:2739:PRO:HB3 2:1:2884:ASN:HB3 1.94 0.48
2:1:707:VAL:HG23 2:1:713:SER:HB2 1.95 0.48
2:B:132:ALA:HA 2:B:194:SER:HB2 1.95 0.48
2:E:886:ARG:HB3 2:E:891: TRP:HB2 1.96 0.48
2:G:618:GLN:OE1 2:G:1678:ASN:ND2 2.47 0.48
2:1:3817:LEU:HD13 2:1:3899:PHE:HD1 1.79 0.48
2:B:3817:LEU:HD13 | 2:B:3899:PHE:HD1 1.79 0.48
2:E:2742:THR:OG1 2:E:2811:GLU:OE1 2.29 0.48
2:E:472:ARG:NH2 2:E:3712:GLU:OE2 2.47 0.48
2:E:4571:PHE:O 2:E:4575:PHE:N 2.46 0.48
2:1:4571:PHE: O 2:1:4575:PHE:N 2.46 0.48
2:B:765:GLN:NE2 2:B:1521:UNK:O 2.47 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:4571:PHE:O 2:B:4575:PHE:N 2.46 0.48
2:B:3675:ASP:OD1 2:B:3769:ARG:NH2 2.42 0.48
2:B:683:ARG:NH1 2:B:707:VAL:O 2.44 0.48
2:B:886:ARG:HB3 2:B:891: TRP:HB2 1.96 0.48
2:E:2277:ALA:HB1 2:E:2337:PHE:HD2 1.79 0.48
2:E:618:GLN:OE1 2:E:1678:ASN:ND2 2.47 0.48
2:G:395:GLN:HG3 2:G:397:GLU:H 1.79 0.48
2:G:2277:-ALA:HB1 2:G:2337:PHE:HD2 1.79 0.48
2:1:1973:GLN:HE22 | 2:1:2005:GLN:HE22 1.62 0.48
2:1:3675:ASP:OD1 2:1:3769: ARG:NH2 2.42 0.48
2:1:395:GLN:HG3 2:1:397:GLU:H 1.79 0.48
2:1:4864:ASN:ND2 2:1:4871:GLU:OE1 2.41 0.48
2:B:4090:LYS:O 2:B:4094:GLN:N 2.42 0.48
2:B:454:PRO:HG2 2:B:531:ARG:HH12 1.79 0.48
2:B:929:LEU:HD23 2:B:932:LEU:HD12 1.96 0.48
2:E:164:ARG:N 2:E:167:ASP:0OD2 2.47 0.48
2:E:619:ASP:OD1 2:E:1680:ARG:NH1 2.44 0.48
2:G:2002:PRO:HA 2:G:2005:GLN:HB3 1.96 0.48
2:G:2868:SER:O 2:G:2872:GLN:N 2.39 0.48
2:G:3817:LEU:HD13 | 2:G:3899:PHE:HD1 1.79 0.48
2:1:618:GLN:OE1 2:1:1678:ASN:ND2 2.47 0.48
2:B:2002:PRO:HA 2:B:2005:GLN:HB3 1.96 0.47
2:B:2758:PHE:O 2:B:2762: THR:N 2.47 0.47
2:B:395:GLN:HG3 2:B:397:GLU:H 1.79 0.47
2:B:619:ASP:0OD1 2:B:1680:ARG:NH1 2.44 0.47
2:G:1960:ALA:O 2:G:1964:ARG:NE 2.46 0.47
2:G:765:GLN:NE2 2:G:1521:UNK:O 2.47 0.47
2:B:1973:GLN:HE22 | 2:B:2005:GLN:HE22 1.62 0.47
2:E:4152:GLU:OE1 2:E:4194:TYR:OH 2.32 0.47
2:G:1095:VAL:HB 2:G:1199:VAL:HG23 1.96 0.47
2:G:1973:GLN:HE22 | 2:G:2005:GLN:HE22 1.62 0.47
2:1:765:GLN:NE2 2:1:1521:UNK:O 2.47 0.47
2:1:4152:GLU:OE1 2:1:4194:TYR:OH 2.32 0.47
2:B:3981:ALA:HA 2:B:3986: TRP:HE1 1.79 0.47
2:E:4925:1LE:HA 2:E:4929:LEU:HD23 1.97 0.47
2:G:4571:PHE:O 2:G:4575:PHE:N 2.46 0.47
2:B:3805:LEU:HA 2:B:3809:ASN:HD22 1.78 0.47
1:H:23:VAL:HG22 1:H:47:LYS:HG2 1.96 0.47
1:H:7:ILE:HB 1:H:71:ARG:HB3 1.96 0.47
2:1:454:PRO:HG2 2:1:531:ARG:HH12 1.79 0.47
2:1:929:LEU:HD23 2:1:932:LEU:HD12 1.96 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:1095:VAL:HB 2:B:1199:VAL:HG23 1.96 0.47
2:B:4925:1LE:HA 2:B:4929:LEU:HD23 1.97 0.47
2:B:618:GLN:OE1 2:B:1678:ASN:ND2 2.47 0.47
2:G:454:PRO:HG2 2:G:531:ARG:HH12 1.79 0.47
2:1:1095:VAL:HB 2:1:1199:VAL:HG23 1.96 0.47
2:B:2810:LYS:HB3 2:B:2814:LYS:HE3 1.97 0.47
2:E:1723:ALA:HB1 2:E:1775:HIS:HD2 1.80 0.47
2:E:3981:ALA:HA 2:E:3986: TRP:HE1 1.79 0.47
1:F:7.ILE:HB 1:F:71:ARG:HB3 1.96 0.47
2:G:472:ARG:NH2 2:G:3712:GLU:OE2 2.47 0.47
2:B:4152:GLU:OE1 2:B:4194:TYR:OH 2.32 0.47
2:G:3805:LEU:HA 2:G:3809:ASN:HD22 1.78 0.47
2:G:4152:GLU:OE1 2:G:4194:TYR:OH 2.32 0.47
1:J:23:VAL:HG22 1:J:47:LYS:HG2 1.97 0.47
2:B:472:ARG:NH2 2:B:3712:GLU:OE2 2.47 0.47
2:B:219:VAL:O 2:B:392:ARG:NH1 2.48 0.47
2:E:395:GLN:HG3 2:E:397:GLU:H 1.79 0.47
2:E:765:GLN:NE2 2:E:1521:UNK:O 2.47 0.47
2:G:219:VAL:O 2:G:392:ARG:NH1 2.48 0.47
2:G:4925:1LE:HA 2:G:4929:LEU:HD23 1.97 0.47
2:B:2742:THR:0OG1 2:B:2811:GLU:OE1 2.29 0.47
2:E:1973:GLN:HE22 | 2:E:2005:GLN:HE22 1.62 0.47
2:E:3675:ASP:0OD1 2:E:3769:ARG:NH2 2.42 0.47
2:1:345:LEU:HD22 2:1:387:ALA:HB1 1.97 0.47
2:1:219:VAL:O 2:1:392:ARG:NH1 2.48 0.47
2:1:886:ARG:HB3 2:1:891: TRP:HB2 1.96 0.47
2:E:2326:CYS:SG 2:E:2327.:GLY:N 2.88 0.47
2:E:2810:LYS:HB3 2:E:2814:LYS:HE3 1.97 0.47
2:E:345:LEU:HD22 2:E:387:ALA:HB1 1.97 0.47
2:1:2326:CYS:SG 2:1:2327:GLY:N 2.88 0.47
2:1:3981:ALA:HA 2:1:3986: TRP:HE1 1.79 0.47
1:A:23:VAL:HG22 1:A:47:LYS:HG2 1.97 0.47
2:E:1236: THR:OG1 2:E:1608: MET:SD 2.73 0.47
2:1:2277:ALA:HB1 2:1:2337:PHE:HD2 1.79 0.47
2:B:1723:ALA:HB1 2:B:1775:HIS:HD2 1.80 0.46
2:B:1701:ALA:HB1 | 2:B:1830:VAL:HG22 1.97 0.46
2:B:345:LEU:HD22 2:B:387:ALA:HB1 1.97 0.46
2:B:3806:ASN:HA 2:B:3890:LEU:HD13 1.98 0.46
2:G:164:ARG:N 2:G:167:ASP:0OD2 2.47 0.46
2:G:2196:ASN:OD1 | 2:G:2199:ARG:NH1 2.49 0.46
2:G:345:LEU:HD22 2:G:387:ALA:HB1 1.97 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
2:G:886:ARG:HB3 2:G:891:TRP:HB2 1.96 0.46
2:1:1701:ALA:HB1 2:1:1830: VAL:HG22 1.97 0.46
2:1:4767: TRP:HE3 2:1:4770:SER:HB2 1.80 0.46
2:B:2868:SER:O 2:B:2872:GLN:N 2.39 0.46
2:B:792:LEU:HD22 2:B:799:GLU:H 1.80 0.46
2:E:2002:PRO:HA 2:E:2005:GLN:HB3 1.96 0.46
2:E:358: THR:HG21 2:E:382:GLY:HA2 1.98 0.46
2:E:3817:LEU:HD13 | 2:E:3899:PHE:HD1 1.79 0.46
2:E:929:LEU:HD23 2:E:932:LEU:HD12 1.96 0.46
2:G:792:LEU:HD22 2:G:799:GLU:H 1.80 0.46
1:A:7:ILE:HB 1:A:71:ARG:HB3 1.96 0.46
2:B:1743:ARG:O 2:B:1964:ARG:NH2 2.39 0.46
2:B:358: THR:HG21 2:B:382:GLY:HA2 1.98 0.46
2:E:1701:ALA:HB1 | 2:E:1830:VAL:HG22 1.97 0.46
2:1:4925:1LE:HA 2:1:4929:.LEU:HD23 1.97 0.46
2:E:2913:ALA:HA 2:E:2916:LYS:HB2 1.98 0.46
2:E:219:VAL:O 2:E:392:ARG:NH1 2.48 0.46
2:E:454:PRO:HG2 2:E:531:ARG:HH12 1.79 0.46
2:E:463:GLU:O 2:E:466:SER:OG 2.30 0.46
2:E:4860:ARG:HD2 | 2:G:4582:VAL:HG11 1.97 0.46
2:G:1236:THR:OG1 2:G:1608:MET:SD 2.73 0.46
2:G:2913:ALA:HA 2:G:2916:LYS:HB2 1.98 0.46
2:1:164:ARG:N 2:1:167:ASP:0OD2 2.47 0.46
1:F:23:VAL:HG22 1:F:47:LYS:HG2 1.97 0.46
2:G:2810:LYS:HB3 2:G:2814:LYS:HE3 1.97 0.46
2:1:4982:GLU:HB3 2:1:4983:HIS:CD2 2.51 0.46
2:B:2024:PRO:HB2 2:B:2027:ILE:HG12 1.98 0.46
2:B:2196:ASN:OD1 2:B:2199:ARG:NH1 2.49 0.46
2:B:2326:CYS:SG 2:B:2327:GLY:N 2.88 0.46
2:B:2913:ALA:HA 2:B:2916:LYS:HB2 1.98 0.46
2:E:4763:GLY:O 2:E:4766: THR:OG1 2.28 0.46
2:E:488:LEU:HD23 2:E:491:ILE:HD12 1.98 0.46
2:G:1723:ALA:HB1 2:G:1775:HIS:HD2 1.80 0.46
2:G:4968:PHE:CE2 2:G:4978:HIS:CE1 3.04 0.46
2:1:2024:PRO:HB2 2:1:2027:1ILE:HG12 1.97 0.46
2:1:488:LEU:HD23 2:1:491:1LE:HD12 1.98 0.46
2:B:1516:UNK:N 2:B:1529:UNK:O 2.49 0.46
2:B:2277:ALA:HB1 2:B:2337:PHE:HD2 1.79 0.46
2:B:488:LEU:HD23 2:B:491:ILE:HD12 1.98 0.46
2:E:2196:ASN:OD1 2:E:2199:ARG:NH1 2.48 0.46
2:E:978: THR:HB 2:E:980:ALA:H 1.80 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
2:G:488:LEU:HD23 2:G:491:ILE:HD12 1.98 0.46
2:G:929:LEU:HD23 2:G:932:LEU:HD12 1.96 0.46
2:1:358: THR:HG21 2:1:382:GLY:HA2 1.98 0.46
2:1:3658:LYS:HA 2:1:3661: TRP:CD2 2.51 0.46
2:1:472: ARG:NH2 2:1:3712:GLU:OE2 2.47 0.46
2:1:3927:GLN:O 2:1:3931:SER:N 2.47 0.46
2:B:3658:LYS:HA 2:B:3661: TRP:CD2 2.51 0.46
2:B:4767:- TRP:HE3 2:B:4770:SER:HB2 1.80 0.46
2:E:4227:GLU:HG3 2:E:4228:ALA:H 1.81 0.46
2:E:683:ARG:NH1 2:E:707:VAL:O 2.44 0.46
2:E:717:ASP:0OD1 2:E:720:HIS:ND1 2.49 0.46
2:G:1516:UNK:N 2:G:1529:UNK:O 2.49 0.46
2:G:1701:ALA:HB1 | 2:G:1830:VAL:HG22 1.97 0.46
2:G:2758:PHE:O 2:G:2762: THR:N 2.47 0.46
2:1.978: THR:HB 2:1:980:ALA:H 1.80 0.46
2:B:4968:PHE:CE2 2:B:4978:HIS:CE1 3.04 0.46
2:G:2326:CYS:SG 2:G:2327:GLY:N 2.88 0.46
2:G:3981:ALA:HA 2:G:3986: TRP:HE1 1.79 0.46
2:G:978: THR:HB 2:G:980:ALA:H 1.80 0.46
2:1:2758: PHE: O 2:1:2762: THR:N 2.47 0.46
2:B:195:PHE:HB3 2:B:196:MET:HG2 1.98 0.46
2:B:2381:GLU:HA 2:B:2384:1LE:HD12 1.98 0.46
2:B:3992:PHE:O 2:B:3996:PHE:N 2.43 0.46
2:E:1095:VAL:HB 2:E:1199:VAL:HG23 1.96 0.46
2:1:1516:UNK:N 2:1:1529:UNK:O 2.49 0.46
2:1:2913:ALA:HA 2:1:2916:LYS:HB2 1.98 0.46
2:E:4344:UNK:N 2:1:4909: TYR:OH 2.49 0.46
1:.J.7.ILE:HB 1:J:71:ARG:HB3 1.96 0.46
2:B:2346:VAL:HG22 2:B:2348:GLU:H 1.81 0.45
2:E:2346:VAL:HG22 2:E:2348:GLU:H 1.81 0.45
2:G:4227:GLU:HG3 2:G:4228:ALA:H 1.81 0.45
2:1:2002:PRO:HA 2:1:2005:GLN:HB3 1.96 0.45
2:1:2810:LYS:HB3 2:1:2814:LYS:HE3 1.97 0.45
2:E:1516:UNK:N 2:E:1529:UNK:O 2.49 0.45
2:E:3676:ASP:N 2:E:3676:ASP:OD1 2.49 0.45
2:E:451:TYR:O 2:E:474:ARG:NH1 2.43 0.45
2:G:2778:GLY:HA3 2:G:2787:THR:HB 1.99 0.45
2:G:4767: TRP:HE3 2:G:4770:SER:HB2 1.80 0.45
2:1:3806:ASN:HA 2:1:3890:LEU:HD13 1.98 0.45
2:1:4968:PHE:CE2 2:1:4978:HIS:CE1 3.04 0.45
2:B:2778:GLY:HA3 2:B:2787:-THR:HB 1.98 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:4227:GLU:HG3 2:B:4228:ALA:H 1.81 0.45
2:B:4982:GLU:HB3 2:B:4983:HIS:CD2 2.51 0.45
2:E:4767:TRP:HE3 2:E:4770:SER:HB2 1.80 0.45
2:E:4982:GLU:HB3 2:E:4983:HIS:CD2 2.51 0.45
2:G:2346:VAL:HG13 2:G:2349:ASN:H 1.82 0.45
2:G:2381:GLU:HA 2:G:2384:1ILE:HD12 1.99 0.45
2:1:1126:GLY:HA3 2:1:1143: TRP:CE2 2.52 0.45
2:E:195:PHE:HB3 2:E:196:MET:HG2 1.98 0.45
2:E:2381:GLU:HA 2:E:2384:1LE:HD12 1.98 0.45
2:E:2737:PRO:O 2:E:2888:ARG:NH2 2.49 0.45
2:G:3658:LYS:HA 2:G:3661: TRP:CD2 2.51 0.45
2:1:2196:ASN:OD1 2:1:2199:ARG:NH1 2.49 0.45
2:1:2368:LEU:HD13 2:1:2376:LEU:HD23 1.99 0.45
2:1:4582:VAL:HG11 | 2:G:4860:ARG:HD2 1.97 0.45
2:B:717:ASP:OD1 2:B:720:HIS:ND1 2.49 0.45
2:E:2758:PHE:O 2:E:2762: THR:N 2.47 0.45
2:B:4860:ARG:HD2 | 2:E:4582:VAL:HG11 1.99 0.45
2:G:3806:ASN:HA 2:G:3890:LEU:HD13 1.98 0.45
2:1:2346:VAL:HG13 2:1:2349:ASN:H 1.82 0.45
2:1:2737:PRO:O 2:1:2888:ARG:NH2 2.49 0.45
2:1:4763:GLY:O 2:1:4766: THR:OG1 2.28 0.45
2:1:717:ASP:OD1 2:1:720:HIS:ND1 2.49 0.45
2:B:2737:PRO:O 2:B:2888:ARG:NH2 2.49 0.45
2:B:978: THR:HB 2:B:980:ALA:H 1.80 0.45
2:E:3658:LYS:HA 2:E:3661: TRP:CD2 2.51 0.45
2:E:4968:PHE:CE2 2:E:4978:HIS:CE1 3.04 0.45
2:E:662: TRP:H 2:E:748:LEU:-HB3 1.82 0.45
2:G:2024:PRO:HB2 | 2:G:2027:ILE:HG12 1.98 0.45
2:G:358: THR:HG21 2:G:382:GLY:HA2 1.98 0.45
2:G:662: TRP:H 2:G:748:LEU:HB3 1.82 0.45
2:G:717:ASP:OD1 2:G:720:HIS:ND1 2.49 0.45
2:1:1723:ALA:HB1 2:1:1775:HIS:HD2 1.80 0.45
2:1:533:ASN:ND2 2:1:536:ASN:OD1 2.39 0.45
2:B:2346:VAL:HG13 2:B:2349:ASN:H 1.82 0.45
2:E:2214:VAL:HG23 | 2:E:2215:LEU:HD12 1.99 0.45
2:F:2346:VAL:HG13 2:E:2349:ASN:H 1.82 0.45
2:E:792:LEU:HD22 2:E:799:GLU:H 1.80 0.45
2:G:698:GLY:HA2 2:G:703:GLY:HA2 1.99 0.45
2:G:813:GLU:OE2 2:G:1020:ARG:N 2.50 0.45
2:1:2381:GLU:HA 2:1:2384:ILE:HD12 1.98 0.45
2:1:792: LEU:HD22 2:1:799:GLU:H 1.80 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:972:LEU:O 2:B:1044:ARG:NH2 2.50 0.45
2:E:1126:GLY:HA3 2:E:1143: TRP:CE2 2.52 0.45
2:E:2024:PRO:HB2 2:E:2027:ILE:HG12 1.98 0.45
2:E:2368:LEU:HD13 | 2:E:2376:LEU:HD23 1.99 0.45
2:E:3806:ASN:HA 2:E:3890:LEU:HD13 1.98 0.45
2:G:1126:GLY:HA3 2:G:1143: TRP:CE2 2.52 0.45
2:G:2368:LEU:HD13 | 2:G:2376:LEU:HD23 1.99 0.45
2:1:972:LEU:O 2:1:1044:ARG:NH2 2.50 0.45
2:1:2214:VAL:HG23 2:1:2215:LEU:HD12 1.99 0.45
2:E:813:GLU:OE2 2:E:1020:ARG:N 2.50 0.45
2:G:2737:PRO:O 2:G:2888:ARG:NH2 2.49 0.45
2:G:4982:GLU:HB3 2:G:4983:HIS:CD2 2.51 0.45
2:1:698:GLY:HA2 2:1:703:GLY:HA2 1.99 0.45
2:B:2214:VAL:HG23 | 2:B:2215:LEU:HD12 1.99 0.45
2:B:4582:VAL:HG11 | 2:1:4860:ARG:HD2 1.97 0.45
2:G:2214:VAL:HG23 | 2:G:2215:LEU:HD12 1.99 0.45
2:1:813:GLU:OE2 2:1:1020:ARG:N 2.50 0.45
2:E:2876:GLU:OE1 2:E:2920:ARG:NH2 2.50 0.44
2:G:4230:LYS:HD2 2:G:4959:PHE:HE1 1.77 0.44
2:1:1046:LEU:HB3 2:1:1051: TYR:HB2 1.99 0.44
2:1:195:PHE:HB3 2:1:196:MET:HG2 1.98 0.44
2:1:3780:LEU:HD11 2:1:3816:MET:HG3 1.99 0.44
2:1:718:GLY:HA3 2:1:737:LEU:HA 2.00 0.44
2:B:211:GLU:OE2 2:B:3907: THR:OG1 2.35 0.44
2:B:2368:LEU:HD13 | 2:B:2376:LEU:HD23 1.99 0.44
2:B:813:GLU:OE2 2:B:1020:ARG:N 2.50 0.44
2:E:3927:GLN:O 2:E:3931:SER:N 2.47 0.44
2:E:698:GLY:HA2 2:E:703:GLY:HA2 1.99 0.44
2:E:875:ALA:HB1 2:E:921:ASN:HB3 1.99 0.44
2:G:1046:LEU:HB3 2:G:1051:TYR:HB2 2.00 0.44
2:G:2346:VAL:HG22 2:G:2348:GLU:H 1.81 0.44
2:G:2815:ALA:HB3 | 2:G:2881:ASN:HD21 1.82 0.44
2:1:1973:GLN:O 2:I:1977:TYR:N 2.49 0.44
2:1:4227:GLU:HG3 2:1:4228:ALA:H 1.81 0.44
2:B:1046:LEU:HB3 2:B:1051:TYR:HB2 2.00 0.44
2:B:718:GLY:HA3 2:B:737:LEU:HA 2.00 0.44
2:E:3780:LEU:HD11 | 2:E:3816:MET:HG3 1.99 0.44
2:G:3780:LEU:HD11 | 2:G:3816:MET:HG3 1.99 0.44
2:1:211:GLU:OE2 2:1:3907:THR:OG1 2.35 0.44
2:1:2346: VAL:HG22 2:1:2348:GLU:H 1.81 0.44
2:1:2778:GLY:HA3 2:1:2787:-THR:HB 1.98 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:B:164:ARG:N 2:B:167:ASP:0OD2 2.47 0.44
2:E:972:LEU:O 2:E:1044:ARG:NH2 2.50 0.44
1:F:55:VAL:HA 2:E:1784:ALA:HA 2.00 0.44
2:E:4959:PHE:CG 2:E:4959:PHE:O 2.71 0.44
2:1:2815:ALA:HB3 2:1:2881:ASN:HD21 1.83 0.44
2:B:1126:GLY:HA3 2:B:1143: TRP:CE2 2.52 0.44
2:B:2042:CYS:SG 2:B:2043:GLY:N 2.80 0.44
2:B:698:GLY:HA2 2:B:703:GLY:HA2 1.99 0.44
2:E:2271: THR:HG22 2:E:2273:LEU:H 1.82 0.44
2:B:4344:UNK:N 2:G:4909: TYR:OH 2.50 0.44
2:G:4959:PHE:CG 2:G:4959:PHE:O 2.71 0.44
2:1:2876:GLU:OE1 2:1:2920:ARG:NH2 2.50 0.44
2:B:2902:HIS:HB3 2:B:2905:LEU:-HG 2.00 0.44
2:G:2271: THR:HG22 2:G:2273:LEU:H 1.82 0.44
2:G:3941:ASP:0OD1 2:G:3941:ASP:N 2.50 0.44
2:G:4886:HIS:O 2:G:4890:GLY:N 2.50 0.44
2:1:235:ALA:HA 2:1:257:ARG:HD3 2.00 0.44
2:1:4959:PHE:CG 2:1:4959:PHE: O 2.71 0.44
2:B:1718:ILE:HG13 2:B:1719:HIS:CD2 2.53 0.44
2:E:1046:LEU:HB3 2:E:1051:TYR:HB2 2.00 0.44
2:1:1166:GLY:HA3 2:1:1216:1ILE:HD13 1.99 0.44
2:1:2902:HIS:HB3 2:1:2905:LEU:HG 2.00 0.44
2:1:875:ALA:HB1 2:1:921:ASN:HB3 1.99 0.44
2:B:989:ALA:O 2:B:1035:ASN:ND2 2.51 0.44
2:B:875:ALA:HB1 2:B:921:ASN:HB3 1.99 0.44
2:E:1166:GLY:HA3 2:E:1216:ILE:HD13 1.99 0.44
2:E:2778:GLY:HA3 2:E:2787: THR:HB 1.98 0.44
2:G:1973:GLN:O 2:G:1977:-TYR:N 2.49 0.44
2:G:2876:GLU:OE1 | 2:G:2920:ARG:NH2 2.50 0.44
2:G:875:ALA:HB1 2:G:921:ASN:HB3 1.99 0.44
2:1:2342:ASN:OD1 2:1:2342: ASN:N 2.43 0.44
2:B:134:ASP:0OD1 2:B:134:ASP:N 2.50 0.44
2:B:2876:GLU:OE1 2:B:2920:ARG:NH2 2.50 0.44
2:B:662: TRP:H 2:B:748:LEU:HB3 1.82 0.44
2:B:811:CYS:HB3 2:B:815:VAL:HG11 2.00 0.44
2:G:2902:HIS:HB3 2:G:2905:LEU:HG 2.00 0.44
2:1:2868:SER:O 2:1:2872:GLN:N 2.39 0.44
2:1:451:TYR:O 2:1:474:ARG:NH1 2.43 0.44
2:B:4909: TYR:OH 2:G:4344:.UNK:N 2.51 0.43
2:B:4959:PHE:O 2:B:4959:PHE:CG 2.71 0.43
2:E:2902:HIS:HB3 2:E:2905:LEU:HG 2.00 0.43

Continued on next page...

WO RLDWIDE

£x

PROTEIN DATA BANK




Page 31 Full wwPDB/EMDataBank EM Map/Model Validation Report 5TB4

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:G:111:HIS:HD2 2:G:114:SER:H 1.65 0.43
2:G:4181:ILE:HG23 2:G:4193:ILE:HB 2.00 0.43
2:1:989:ALA:O 2:1:1035:ASN:ND2 2.51 0.43
2:B:2815:ALA:HB3 | 2:B:2881:ASN:HD21 1.83 0.43
2:B:3780:LEU:HD11 | 2:B:3816:MET:HG3 1.99 0.43
2:E:989:ALA:O 2:E:1035:ASN:ND2 2.51 0.43
2:E:3923:LEU:HD13 | 2:E:3961:VAL:HG11 2.00 0.43
2:E:4577:LEU:-HG 2:E:4580: TYR:HE2 1.84 0.43
2:E:4713:SER:HA 2:E:4718:LYS:HE2 2.00 0.43
2:E:811:CYS:HB3 2:E:815:VAL:HG11 2.00 0.43
2:G:195:PHE:HB3 2:G:196:MET:HG2 1.98 0.43
2:G:235:ALA:HA 2:G:257:ARG:HD3 2.00 0.43
2:G:2742:THR:OG1 | 2:G:2811:GLU:OE1 2.29 0.43
2:G:3365:UNK:O 2:G:3369:UNK:N 2.52 0.43
2:G:3923:LEU:HD13 | 2:G:3961:VAL:HG11 2.00 0.43
2:1:1743:ARG:O 2:1:1964:ARG:NH2 2.39 0.43
2:1:2271: THR:HG22 2:1:2273:LEU:H 1.82 0.43
2:B:3365:UNK:O 2:B:3369:UNK:N 2.51 0.43
2:E:1718:ILE:HG13 2:E:1719:HIS:CD2 2.53 0.43
2:E:1973:GLN:O 2:E:1977:'TYR:N 2.49 0.43
2:E:4230:LYS:HD2 2:E:4959:PHE:HE1 1.77 0.43
2:E:649:PHE:HB3 2:E:776:LEU:HD13 2.00 0.43
2:G:3676:ASP:OD1 2:G:3676:ASP:N 2.50 0.43
2:1:2742: THR:OG1 2:1:2811:GLU:OE1 2.29 0.43
2:B:1166:GLY:HA3 2:B:1216:ILE:HD13 1.99 0.43
2:B:3923:LEU:HD13 | 2:B:3961:VAL:HG11 2.01 0.43
2:B:649:PHE:HB3 2:B:776:LEU:HD13 2.00 0.43
2:E:1152:MET:HB2 2:E:1161:ILE:HB 2.00 0.43
2:E:3992:PHE:O 2:E:3996:PHE:N 2.43 0.43
2:G:972:LEU:O 2:G:1044:ARG:NH2 2.50 0.43
2:G:1718:ILE:HG13 2:G:1719:HIS:CD2 2.53 0.43
2:G:718:GLY:HA3 2:G:737:LEU:HA 2.00 0.43
2:I:1718:.ILE:HG13 2:1:1719:HIS:CD2 2.53 0.43
2:1.662: TRP:H 2:1.748:LEU:HB3 1.82 0.43
2:B:938:HIS:N 2:B:1054:GLU:O 2.52 0.43
2:E:1698:LEU:N 2:E:1712:TYR:OH 2.52 0.43
2:G:134:ASP:OD1 2:G:134:ASP:N 2.50 0.43
2:G:811:CYS:HB3 2:G:815:VAL:HG11 2.00 0.43
2:1:3365:UNK:O 2:1:3369: UNK:N 2.51 0.43
2:1:3923:LEU:HD13 2:1:3961: VAL:HG11 2.00 0.43
2:B:841:GLY:HA2 2:B:1073:ARG:HD2 2.00 0.43
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:B:2271: THR:HG22 2:B:2273:LEU:H 1.82 0.43
2:B:4577:-LEU:HG 2:B:4580: TYR:HE2 1.84 0.43
2:E:111:HIS:HD2 2:E:114:SER:H 1.66 0.43
2:E:718:GLY:HA3 2:E:737:LEU:HA 2.00 0.43
2:G:1698:LEU:N 2:G:1712:TYR:OH 2.52 0.43
2:1:4181:1ILE:HG23 2:1:4193:1ILE:HB 2.00 0.43
2:B:794:GLY:H 2:B:798:GLY:HA3 1.84 0.43
2:E:134:ASP:0OD1 2:E:134:ASP:N 2.50 0.43
2:E:3761:GLN:NE2 2:E:4750:ILE:O 2.50 0.43
2:G:989:ALA:O 2:G:1035:ASN:ND2 2.51 0.43
2:G:180:LEU:O 2:G:200:TRP:NE1 2.43 0.43
2:G:4713:SER:HA 2:G:4718:LYS:HE2 2.00 0.43
2:1:811:CYS:HB3 2:1:815:VAL:HG11 2.00 0.43
2:B:1973:GLN:O 2:B:1977:TYR:N 2.49 0.43
2:E:4984:ASN:C 2:E:4986:ALA:H 2.22 0.43
2:E:794:GLY:H 2:E:798:GLY:HA3 1.84 0.43
2:1:841:GLY:HA2 2:1:1073:ARG:HD2 2.00 0.43
2:I:1698:LEU:N 2:1:1712: TYR:OH 2.52 0.43
2:1:4984:ASN:C 2:1:4986:ALA:H 2.22 0.43
2:B:111:HIS:HD2 2:B:114:SER:H 1.65 0.43
2:B:1152:MET:HB2 2:B:1161:ILE:HB 2.00 0.43
2:B:379:HIS:CD2 2:B:381:GLU:H 2.37 0.43
2:B:4713:SER:HA 2:B:4718:LYS:HE2 2.00 0.43
2:E:938:HIS:N 2:E:1054:GLU:O 2.52 0.43
2:E:4181:1ILE:HG23 2:E:4193:ILE:HB 2.00 0.43
2:G:309:THR:O 2:G:313:SER:OG 2.37 0.43
2:G:3927:GLN:O 2:G:3931:SER:N 2.47 0.43
2:G:4577:-LEU:HG 2:G:4580: TYR:HE2 1.84 0.43
2:G:4984:ASN:C 2:G:4986:ALA:H 2.22 0.43
2:1:111:HIS:HD?2 2:1:114:SER:H 1.65 0.43
2:1:134:ASP:OD1 2:1:134:ASP:N 2.50 0.43
2:1:4713:SER:HA 2:1:4718:LYS:HE2 2.00 0.43
2:B:1936:LYS:O 2:B:1940:CYS:N 2.48 0.43
2:B:2170:MET:HG3 | 2:B:2214:VAL:HG12 2.01 0.43
2:B:4763:GLY:0O 2:B:4766: THR:OG1 2.28 0.43
2:E:3365:UNK:O 2:E:3369:UNK:N 2.51 0.43
2:E:4909:TYR:OH 2:1:4344:UNK:N 2.52 0.43
2:G:1101:ARG:HG2 2:G:1125:ASN:HA 2.01 0.43
2:G:4959:PHE:CD1 2:G:4959:PHE:O 2.72 0.43
2:B:309:THR:O 2:B:313:SER:OG 2.37 0.42
2:E:235:ALA:HA 2:E:257:ARG:HD3 2.00 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:E:2815:ALA:HB3 | 2:E:2881:ASN:HD21 1.83 0.42
2:E:379:HIS:CD2 2:E:381:GLU:H 2.37 0.42
2:G:1152:MET:HB2 2:G:1161:ILE:HB 2.00 0.42
2:G:2438:PRO:HG2 | 2:G:2454:ARG:HB2 2.01 0.42
2:I:1152:MET:HB2 2:I:1161:1ILE:HB 2.00 0.42
2:1:4181:1ILE:HG13 2:1:4988: TYR:CE1 2.54 0.42
2:B:3676:ASP:0OD1 2:B:3676:ASP:N 2.50 0.42
2:B:4181:1ILE:HG13 2:B:4988: TYR:CE1 2.54 0.42
2:E:1739:THR:H 2:E:1742:THR:HB 1.85 0.42
2:E:4886:HIS:O 2:E:4890:GLY:N 2.50 0.42
2:G:1099:GLU:OE2 2:G:1127:HIS:ND1 2.46 0.42
2:G:1948:ASP:OD1 | 2:G:2126:ARG:NH2 2.49 0.42
2:1:1099:GLU:OE2 2:1:1127:HIS:ND1 2.46 0.42
2:1:2170:MET:HG3 2:1:2214:VAL:HG12 2.01 0.42
2:1:3773:ARG:HG3 2:1:3815:LYS:HZ3 1.84 0.42
2:1:898:ASP:HB3 2:1:901:LYS:HB2 2.01 0.42
2:B:1637:MET:SD 2:B:1708:ARG:NH1 2.93 0.42
2:B:1739: THR:H 2:B:1742: THR:HB 1.85 0.42
2:B:2257:LEU:HD11 | 2:B:2276:ALA:HB2 2.02 0.42
2:B:3809:ASN:HB3 | 2:B:3812:VAL:HG22 2.02 0.42
2:E:2170:MET:HG3 | 2:E:2214:VAL:HG12 2.01 0.42
2:E:4250:GLN:O 2:E:4553:ASN:ND2 2.53 0.42
2:E:4959:PHE:CD1 2:E:4959:PHE:O 2.72 0.42
2:E:4181:1ILE:HG13 2:E:4988: TYR:CE1 2.54 0.42
2:E:893:TYR:HD1 2:E:907:LEU:HB2 1.85 0.42
2:G:2170:MET:HG3 | 2:G:2214:VAL:HG12 2.01 0.42
2:G:649:PHE:HB3 2:G:776:LEU:HD13 2.00 0.42
2:1:2257.LEU:HD11 2:1:2276:ALA:HB2 2.02 0.42
2:1:3809:ASN:HB3 2:1:3812: VAL:HG22 2.02 0.42
2:1:4959:PHE: O 2:1:4959:PHE:CD1 2.72 0.42
2:B:1141:ARG:H 2:B:1141:ARG:HD2 1.85 0.42
2:B:893: TYR:HD1 2:B:907:LEU:HB2 1.85 0.42
2:E:1141:ARG:HD2 2:E:1141:ARG:H 1.85 0.42
2:E:145:ALA:HA 2:E:175:SER:HB3 2.01 0.42
2:E:180:LEU:O 2:E:200: TRP:NE1 2.43 0.42
2:E:2257:LEU:HD11 | 2:E:2276:ALA:HB2 2.02 0.42
2:E:309: THR.:O 2:E:313:SER:OG 2.37 0.42
2:G:1141:ARG:HD2 2:G:1141:ARG:H 1.85 0.42
2:G:2257:-LEU:HD11 | 2:G:2276:ALA:HB2 2.02 0.42
2:G:533:ASN:ND2 2:G:536:ASN:OD1 2.39 0.42
2:1:1141:ARG:H 2:1:1141:ARG:HD2 1.85 0.42
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:1:1739: THR:H 2:1:1742: THR:HB 1.85 0.42
2:1:145:ALA:HA 2:1:175:SER:HB3 2.01 0.42
2:1:3676:ASP:OD1 2:1:3676:ASP:N 2.50 0.42
2:1:4577.-LEU-HG 2:1:4580: TYR:HE2 1.84 0.42
2:1:695: TYR:OH 2:1:1073:ARG:NH1 2.42 0.42
2:1:652:ARG:HD2 2:1:750:LEU:HB3 2.02 0.42
2:1:758:ARG:HH22 2:1:805:PRO:HD3 1.84 0.42
2:B:4959:PHE:O 2:B:4959:PHE:CD1 2.72 0.42
2:B:4984:ASN:C 2:B:4986:ALA:H 2.22 0.42
2:E:1665:HIS:HA 2:E:1668:ARG:HG2 2.02 0.42
2:E:1637:MET:SD 2:E:1708:ARG:NH1 2.93 0.42
2:E:2438:PRO:HG2 2:E:2454:ARG:HB2 2.01 0.42
2:E:2894:LEU:HD11 2:E:2902:HIS:HB2 2.02 0.42
2:G:1166:GLY:HA3 | 2:G:1216:ILE:HD13 1.99 0.42
2:G:1671:ARG:NH2 2:G:1710:GLY:O 2.53 0.42
2:G:1739: THR:H 2:G:1742:THR:HB 1.85 0.42
2:G:794:GLY:H 2:G:798:GLY:HA3 1.84 0.42
2:1:1076:ARG:HD3 2:1:1237: TRP:HB2 2.02 0.42
2:1:1671:ARG:NH2 2:1:1710:GLY:O 2.53 0.42
2:1:2894:.LEU:HD11 2:1:2902:HIS:HB2 2.02 0.42
2:1:379:HIS:CD2 2:1:381:GLU:H 2.37 0.42
2:1:708:GLY:HA3 2:1:722:TRP:HB3 2.01 0.42
2:1:649:PHE:HB3 2:I:776:LEU:HD13 2.00 0.42
1:J:30:LEU:HB3 1:J:33:GLY:HA3 2.01 0.42
2:B:1698:LEU:N 2:B:1712:TYR:OH 2.52 0.42
2:B:898:ASP:HB3 2:B:901:LYS:HB2 2.01 0.42
2:E:1743:ARG:O 2:E:1964:ARG:NH2 2.39 0.42
2:E:4749:GLU:HA 2:E:4752:ALA:HB3 2.02 0.42
1:F:30:LEU:HB3 1:F:33:GLY:HA3 2.01 0.42
2:G:4749:GLU:HA 2:G:4752:ALA:HB3 2.02 0.42
2:G:793:LEU:HD12 2:G:797:HIS:H 1.85 0.42
2:1:2432:LEU:O 2:1:2436:CYS:N 2.52 0.42
2:1:794:GLY:H 2:1:798:GLY:HA3 1.84 0.42
2:B:1101:ARG:HG2 2:B:1125:ASN:HA 2.01 0.42
2:B:2894:LEU:HD11 2:B:2902:HIS:HB2 2.02 0.42
2:B:3927:GLN:O 2:B:3931:SER:N 2.47 0.42
2:B:4181:ILE:HG23 2:B:4193:1LE:HB 2.00 0.42
2:B:695: TYR:OH 2:B:1073:ARG:NH1 2.41 0.42
2:E:1671:ARG:NH2 2:E:1710:GLY:O 2.53 0.42
2:E:621:ILE:O 2:E:625:LEU:N 2.49 0.42
2:E:898:ASP:HB3 2:E:901:LYS:HB2 2.01 0.42
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:G:841:GLY:HA2 2:G:1073:ARG:HD2 2.00 0.42
2:G:2894:LEU:HD11 2:G:2902:HIS:HB2 2.02 0.42
2:G:379:HIS:CD2 2:G:381:GLU:H 2.37 0.42
2:G:621:ILE:O 2:G:625:LEU:N 2.49 0.42
2:1:2438:PRO:HG2 2:1:2454:ARG:HB2 2.01 0.42
2:1:57:ASN:HD22 2:1:308:HIS:HB2 1.85 0.42
1:A:30:LEU:HB3 1:A:33:GLY:HA3 2.01 0.42
2:B:1076:ARG:HD3 | 2:B:1237:TRP:HB2 2.02 0.42
2:B:2337:PHE:HA 2:B:2340:PHE:HB2 2.02 0.42
2:B:2432:LEU:O 2:B:2436:CYS:N 2.52 0.42
2:B:652:ARG:HD2 2:B:750:LEU:HB3 2.02 0.42
2:E:1099:GLU:OE2 2:E:1127:HIS:ND1 2.46 0.42
2:E:2432:LEU:O 2:E:2436:CYS:N 2.52 0.42
2:E:2466:LEU:HA 2:E:2469:1LE:HD12 2.02 0.42
2:E:793:LEU:HD12 2:E:797:HIS:H 1.85 0.42
2:E:758:ARG:HH22 2:E:805:PRO:HD3 1.85 0.42
2:E:841:GLY:HA2 2:E:1073:ARG:HD2 2.00 0.42
2:G:1076:ARG:HD3 | 2:G:1237:TRP:HB2 2.02 0.42
2:G:211:GLU:OE2 2:G:3907:THR:OG1 2.35 0.42
2:G:2466:LEU:HA 2:G:2469:1LE:HD12 2.02 0.42
2:G:3675:ASP:OD1 | 2:G:3769:ARG:NH2 2.42 0.42
2:G:3992:PHE:O 2:G:3996:PHE:N 2.43 0.42
2:G:898:ASP:HB3 2:G:901:LYS:HB2 2.01 0.42
2:1:2337:PHE:HA 2:1:2340:PHE:HB2 2.02 0.42
2:1:309: THR:O 2:1:313:SER:OG 2.37 0.42
2:B:145:ALA:HA 2:B:175:SER:HB3 2.01 0.42
2:B:1671:ARG:NH2 2:B:1710:GLY:O 2.53 0.42
2:B:614:VAL:HA 2:B:2169:GLN:HB3 2.02 0.42
2:G:451:TYR:O 2:G:474:ARG:NH1 2.43 0.42
2:G:914:PRO:O 2:G:918:ARG:N 2.52 0.42
2:1:1727:ARG:HH21 2:1:1775:HIS:CE1 2.38 0.42
2:1:4250: GLN:O 2:1:4553: ASN:ND2 2.53 0.42
2:B:1236:THR:0G1 2:B:1608:MET:SD 2.73 0.42
2:B:4749:GLU:HA 2:B:4752:ALA:HB3 2.02 0.42
2:B:758:ARG:HH22 2:B:805:PRO:HD3 1.84 0.42
2:G:1637:MET:SD 2:G:1708:ARG:NH1 2.93 0.42
2:G:1665:HIS:HA 2:G:1668:ARG:HG2 2.02 0.42
2:G:2128:TYR:HB3 2:G:3669:PHE:HB3 2.02 0.42
2:G:4250:GLN:O 2:G:4553:ASN:ND2 2.53 0.42
2:G:893: TYR:HD1 2:G:907:LEU:HB2 1.85 0.42
2:1:614:VAL:HA 2:1:2169:GLN:HB3 2.02 0.42
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:B:2131:LEU:HD23 2:B:3662:ILE:HB 2.03 0.41
2:B:4250:GLN:O 2:B:4553:ASN:ND2 2.53 0.41
2:E:606:LEU:HG 2:E:617:ASN:HD22 1.85 0.41
2:G:758:ARG:HH22 2:G:805:PRO:HD3 1.84 0.41
2:1:4749:GLU:HA 2:1:4752:ALA:HB3 2.02 0.41
2:1:606:LEU-HG 2:1:617:ASN:HD22 1.85 0.41
2:B:1676:LEU:HD23 | 2:B:2167:ILE:HG23 2.02 0.41
2:B:2384:1LE:O 2:B:2388:GLU:N 2.53 0.41
1:F:87:HIS:HD?2 1:F:90:VAL:HB 1.85 0.41
2:G:652:ARG:HD2 2:G:750:LEU:HB3 2.02 0.41
1:H:87:HIS:HD2 1:H:90:VAL:HB 1.86 0.41
2:1:2384:ILE:O 2:1:2388:GLU:N 2.53 0.41
2:1:621:ILE:O 2:1:625:LEU:N 2.49 0.41
2:B:1665:HIS:HA 2:B:1668:ARG:HG2 2.02 0.41
2:B:3556:UNK:O 2:B:3560:UNK:N 2.54 0.41
2:E:1101:ARG:HG2 2:E:1125:ASN:HA 2.01 0.41
2:E:2337:PHE:HA 2:E:2340:PHE:HB2 2.02 0.41
1:F:21:THR:HA 1:F:49:ARG:HA 2.03 0.41
2:G:157:ARG:HH21 2:G:164:ARG:HD2 1.86 0.41
2:G:1676:LEU:HD23 | 2:G:2167:ILE:HG23 2.02 0.41
2:G:2384:1LE:O 2:G:2388:GLU:N 2.53 0.41
2:G:4719:PHE:HD1 | 2:G:4722:ARG:HD3 1.85 0.41
2:G:4181:ILE:HG13 2:G:4988:TYR:CE1 2.54 0.41
2:G:708:GLY:HA3 2:G:722: TRP:HB3 2.01 0.41
2:1:2131:LEU:HD23 2:1:3662:1LE:HB 2.03 0.41
2:B:1727:ARG:HH21 2:B:1775:HIS:CE1 2.38 0.41
2:B:235:ALA:HA 2:B:257:ARG:HD3 2.00 0.41
2:B:2466:LEU:HA 2:B:2469:1LE:HD12 2.02 0.41
2:B:3955:MET:HG3 | 2:B:4019:LEU:HD22 2.03 0.41
2:B:629:ARG:HB3 2:B:634:GLN:NE2 2.35 0.41
2:B:708:GLY:HA3 2:B:722: TRP:HB3 2.01 0.41
2:B:793:LEU:HD12 2:B:797:HIS:H 1.85 0.41
2:E:2384:ILE:O 2:E:2388:GLU:N 2.53 0.41
2:G:145:ALA:HA 2:G:175:SER:HB3 2.01 0.41
2:G:2337:PHE:HA 2:G:2340:PHE:HB2 2.02 0.41
2:G:3809:ASN:HB3 | 2:G:3812:VAL:HG22 2.02 0.41
2:G:629:ARG:HB3 2:G:634:GLN:NE2 2.35 0.41
2:1:3556: UNK:O 2:1:3560: UNK:N 2.54 0.41
2:1:3941:ASP:N 2:1:3941:ASP:0OD1 2.50 0.41
2:B:2777:'TYR:HD1 2:B:2791:LEU:HB2 1.86 0.41
2:B:3889:GLN:OE1 2:B:3960:GLN:NE2 2.54 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:B:4886:HIS:O 2:B:4890:GLY:N 2.50 0.41
2:B:57:ASN:HD22 2:B:308:HIS:HB2 1.85 0.41
2:E:1076:ARG:HD3 2:E:1237:TRP:HB2 2.02 0.41
2:E:637:LEU:HD23 2:E:1637:-MET:HB3 2.02 0.41
2:E:614:VAL:HA 2:E:2169:GLN:HB3 2.02 0.41
2:E:708:GLY:HA3 2:E:722:TRP:HB3 2.01 0.41
1:H:30:LEU:HB3 1:H:33:GLY:HA3 2.01 0.41
2:1:1948:ASP:0OD1 2:1:2126:ARG:NH2 2.49 0.41
2:1:1676:LEU:HD23 2:1:2167:1ILE:HG23 2.02 0.41
2:1:42:PHE:HD1 2:1:447:ASP:HB3 1.86 0.41
2:B:2438:PRO:HG2 2:B:2454:ARG:HB2 2.01 0.41
2:B:42:PHE:HD1 2:B:447:ASP:HB3 1.86 0.41
2:B:4156:HIS:CE1 2:B:5036:LEU:HD11 2.56 0.41
2:E:3556:UNK:O 2:E:3560:UNK:N 2.54 0.41
2:E:3809:ASN:HB3 | 2:E:3812:VAL:HG22 2.02 0.41
2:E:42:PHE:HD1 2:E:447:ASP:HB3 1.86 0.41
1:F:21:THR:N 1:F:107:GLU:OE1 2.43 0.41
2:G:1650:ILE:HG13 | 2:G:1707:LEU:HD21 2.02 0.41
2:G:42:PHE:HD1 2:G:447:ASP:HB3 1.86 0.41
2:G:614:VAL:HA 2:G:2169:GLN:HB3 2.02 0.41
2:1:1101:ARG:HG2 2:1:1125:ASN:HA 2.01 0.41
2:1:1637:MET:SD 2:1:1708:ARG:NH1 2.93 0.41
2:1:157:ARG:HH21 2:1:164:ARG:HD2 1.86 0.41
2:1:4083:ASP:HB3 2:1:4086:GLY:H 1.85 0.41
2:I:793:LEU:HD12 2:1:797:HIS:H 1.85 0.41
2:1:893: TYR:HD1 2:1:907:LEU:HB2 1.85 0.41
2:B:1931:LEU:HD13 | 2:B:1935:VAL:HG11 2.03 0.41
2:B:4083:ASP:HB3 2:B:4086:GLY:H 1.85 0.41
2:B:3761:GLN:NE2 2:B:4750:1LE:O 2.50 0.41
2:G:3955:MET:HG3 | 2:G:4019:LEU:HD22 2.03 0.41
2:1:1650:ILE:HG13 2:I:1707:LEU:HD21 2.02 0.41
2:1:3761: GLN:NE2 2:1:4750:1ILE:O 2.50 0.41
1:A:21:THR:N 1:A:107:GLU:OE1 2.43 0.41
2:B:2128:TYR:HB3 2:B:3669:PHE:HB3 2.02 0.41
2:E:3955:MET:HG3 | 2:E:4019:LEU:HD22 2.03 0.41
2:E:3889:GLN:OE1 2:E:3960:GLN:NE2 2.54 0.41
2:E:4156:HIS:CE1 2:E:5036:LEU:HD11 2.56 0.41
2:E:629:ARG:HB3 2:E:634:GLN:NE2 2.36 0.41
2:E:652:ARG:HD2 2:E:750:LEU:HB3 2.02 0.41
2:G:938:HIS:N 2:G:1054:GLU:O 2.52 0.41
2:G:1727:ARG:HH21 2:G:1775:HIS:CE1 2.38 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:1:4156:HIS:CE1 2:1:5036:LEU:HD11 2.56 0.41
1:J:21: THR:HA 1:J:49:ARG:HA 2.03 0.41
2:B:180:LEU:O 2:B:200: TRP:NE1 2.43 0.41
2:B:3779:VAL:HG23 | 2:B:3780:LEU:HD12 2.03 0.41
2:B:4056:GLU:HG2 | 2:B:4166:LEU:HD23 2.03 0.41
2:E:1727:ARG:HH21 2:E:1775:HIS:CE1 2.38 0.41
2:E:4719:PHE:HD1 2:E:4722:ARG:HD3 1.85 0.41
2:E:695: TYR:OH 2:E:1073:ARG:NH1 2.41 0.41
1:F:26: TYR:N 1:F:39:SER:OG 2.48 0.41
2:G:2777:'TYR:HD1 2:G:2791:LEU:HB2 1.86 0.41
2:G:3556:UNK:O 2:G:3560:UNK:N 2.54 0.41
2:G:953: THR:HB 2:G:969:PRO:HD2 2.03 0.41
2:1:1236: THR:OG1 2:1:1608:MET:SD 2.73 0.41
2:1:2466:LEU:HA 2:1:2469:1LE:HD12 2.02 0.41
2:1:278:GLN:N 2:1:315:CYS:SG 2.91 0.41
2:1:637:LEU:HD23 2:1:1637:-MET:HB3 2.02 0.41
1:A:21:THR:HA 1:A:49:ARG:HA 2.03 0.41
2:B:157:ARG:HH21 2:B:164:ARG:HD2 1.86 0.41
2:B:4558:ASN:N 2:B:4558:ASN:OD1 2.53 0.41
2:G:236:ALA:HA 2:G:242:ARG:HD2 2.03 0.41
2:G:4083:ASP:HB3 2:G:4086:GLY:H 1.85 0.41
2:1:2777: TYR:HD1 2:1:2791:LEU:HB2 1.86 0.41
2:B:2022:PRO:O 2:B:2028:ARG:NH2 2.54 0.41
2:B:4148: THR:HG21 | 2:B:4178:LEU:HD21 2.03 0.41
2:B:4719:PHE:HD1 2:B:4722:ARG:HD3 1.85 0.41
2:E:1931:LEU:HD13 | 2:E:1935:VAL:HG11 2.03 0.41
2:E:2131:LEU:HD23 2:E:3662:1LE:HB 2.02 0.41
2:E:3779:VAL:HG23 | 2:E:3780:LEU:HD12 2.03 0.41
2:E:57:ASN:HD22 2:E:308:HIS:HB2 1.85 0.41
2:E:864:PRO:HA 2:E:865:PRO:HD3 1.93 0.41
2:G:2432:LEU:O 2:G:2436:CYS:N 2.52 0.41
2:1:1109:LEU:HA 2:1:1120:LEU:HD21 2.02 0.41
2:1:1665:HIS:HA 2:1:1668:ARG:HG2 2.02 0.41
2:1:2128: TYR:HB3 2:1:3669:PHE:HB3 2.02 0.41
2:1:4719:PHE:HD1 2:1:4722:ARG:HD3 1.85 0.41
1:J:87:HIS:HD2 1:J:90:VAL:HB 1.86 0.41
2:B:2674:UNK:O 2:B:2676:UNK:N 2.55 0.40
2:B:637:LEU:HD23 2:B:1637:-MET:HB3 2.02 0.40
2:E:206:CYS:SG 2:E:207:SER:N 2.94 0.40
2:E:278:GLN:N 2:E:315:CYS:SG 2.91 0.40
2:E:3694:LYS:HA 2:E:3695:PRO:HD3 1.96 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:E:953: THR:HB 2:E:969:PRO:HD2 2.03 0.40
2:G:3694:LYS:HA 2:G:3695:PRO:HD3 1.96 0.40
2:G:57:ASN:HD22 2:G:308:HIS:HB2 1.85 0.40
2:G:637:LEU:HD23 | 2:G:1637:-MET:HB3 2.02 0.40
2:1:206:CYS:SG 2:1:207:SER:N 2.94 0.40
2:1:3955:MET:HG3 2:1:4019:LEU:HD22 2.03 0.40
2:B:1109:LEU:HA 2:B:1120:LEU:HD21 2.02 0.40
2:B:1650:ILE:HG13 | 2:B:1707:LEU:HD21 2.02 0.40
2:B:1948:ASP:0OD1 2:B:2126:ARG:NH2 2.49 0.40
2:B:580:GLU:HG3 2:B:620:LEU:HD22 2.03 0.40
2:B:953: THR:HB 2:B:969:PRO:HD2 2.03 0.40
2:E:1171:SER:OG 2:E:1175:SER:N 2.44 0.40
2:E:1676:LEU:HD23 | 2:E:2167:ILE:HG23 2.02 0.40
2:E:211:GLU:OE2 2:E:3907:THR:OG1 2.35 0.40
2:E:4148: THR:HG21 | 2:E:4178:LEU:HD21 2.03 0.40
2:G:2131:LEU:HD23 2:G:3662:ILE:HB 2.02 0.40
2:G:404:ILE:HD13 2:G:481:GLU:HG3 2.03 0.40
2:G:4156:HIS:CE1 2:G:5036:LEU:HD11 2.56 0.40
2:G:606:LEU:HG 2:G:617:ASN:HD22 1.85 0.40
2:1:1931:LEU:HD13 | 2:1:1935:VAL:HG11 2.03 0.40
2:1:1936:LYS:O 2:1:1940:CYS:N 2.48 0.40
2:1:232: THR:0G1 2:1:233:ILE:N 2.55 0.40
2:1:4886:HIS:O 2:1:4890:GLY:N 2.50 0.40
1:.J:7:ILE:HD13 1:J:71:ARG:HG2 2.04 0.40
1:A:7:ILE:HD13 1:A:71:ARG:HG2 2.04 0.40
2:B:1078:GLU:HB2 | 2:B:1235:THR:HG22 2.04 0.40
2:B:463:GLU:O 2:B:466:SER:OG 2.30 0.40
2:B:606:LEU:HG 2:B:617:ASN:HD22 1.85 0.40
2:E:3663:LEU:H 2:E:3663:LEU:HG 1.77 0.40
2:E:404:1LE:HD13 2:E:481:GLU:HG3 2.03 0.40
2:E:4056:GLU:HG2 | 2:E:4166:LEU:HD23 2.03 0.40
2:G:3779:VAL:HG23 | 2:G:3780:LEU:HD12 2.03 0.40
2:G:580:GLU:HG3 2:G:620:LEU:HD22 2.03 0.40
2:1:3889:GLN:OE1 2:1:3960: GLN:NE2 2.54 0.40
2:1:485:SER:O 2:1:489:ASN:N 2.44 0.40
2:1:914:PRO:O 2:1:918:ARG:N 2.52 0.40
2:B:1078:GLU:HB3 2:B:1081:TYR:HD2 1.86 0.40
2:B:206:CYS:SG 2:B:207:SER:N 2.94 0.40
2:E:1650:ILE:HG13 | 2:E:1707:LEU:HD21 2.02 0.40
2:E2777:'TYR:HD1 2:E:2791:LEU:-HB2 1.86 0.40
2:E:4083:ASP:HB3 2:E:4086:GLY:H 1.85 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:E:914:PRO:O 2:E:918:ARG:N 2.52 0.40
2:G:206:CYS:SG 2:G:207:SER:N 2.94 0.40
2:G:2674:UNK:O 2:G:2676:UNK:N 2.55 0.40
2:G:463:GLU:O 2:G:466:SER:OG 2.30 0.40
2:1:1078:GLU:HB3 2:1:1081:TYR:HD2 1.86 0.40
2:1:236:ALA:HA 2:1:242:ARG:HD2 2.03 0.40
2:1:4148: THR:HG21 | 2:1:4178:LEU:HD21 2.03 0.40
2:B:4060:LYS:NZ 2:B:4107:GLU:OE2 2.41 0.40
2:B:4821:LYS:HB3 2:B:4821:LYS:HE2 1.94 0.40
2:E:157:ARG:HH21 2:E:164:ARG:HD2 1.86 0.40
2:E:1671:ARG:NH2 2:E:1713:ASP:HB3 2.37 0.40
2:E:236:ALA:HA 2:E:242:ARG:HD2 2.03 0.40
2:E:2674:UNK:O 2:E:2676:UNK:N 2.55 0.40
2:1:953: THR:HB 2:1:969:PRO:HD2 2.03 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

5TB4

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 105/108 (97%) 97 (92%) 8 (8%) 0
1 F 105/108 (97%) 97 (92%) 8 (8%) 0
1 H 105/108 (97%) 97 (92%) 8 (8%) 0
1 J 105/108 (97%) 97 (92%) 8 (8%) 0
2 B 3235/4416 (73%) 2891 (89%) | 337 (10%) 7 (0%)
2 E 3235/4416 (73%) 2893 (89%) | 335 (10%) 7 (0%)
2 G 3235/4416 (73%) 2891 (89%) | 337 (10%) 7 (0%)
2 I 3235/4416 (73%) 2893 (89%) | 335 (10%) 7 (0%)
All All 13360/18096 (74%) | 11956 (90%) | 1376 (10%) | 28 (0%)
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All (28) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 B 1708 | ARG
2 B 1932 PRO
2 E 1708 | ARG
2 E 1932 PRO
2 I 1708 | ARG
2 I 1932 PRO
2 G 1708 | ARG
2 G 1932 PRO
2 B 4641 PRO
2 B 4982 GLU
2 B 4985 LEU
2 E 4641 PRO
2 E 4982 GLU
2 E 4985 LEU
2 I 4641 PRO
2 I 4982 GLU
2 I 4985 LEU
2 G 4641 PRO
2 G 4982 GLU
2 G 4985 LEU
2 B 1840 PRO
2 B 2292 GLU
2 E 1840 PRO
2 E 2292 GLU
2 I 1840 PRO
2 I 2292 GLU
2 G 1840 PRO
2 G 2292 GLU

5.3.2 Protein sidechains (1)

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

entries.

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 88/89 (99%) 88 (100%) 0 |
1 F 88/89 (99%) 88 (100%) 0 100§ 100

Continued on next page...
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5TB4

Continued from previous page...

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 H 88/89 (99%) 88 (100%) 0
1 J 88/89 (99%) 88 (100%) 0
2 B 2493/3022 (82%) 2476 (99%) | 17 (1%)
2 E 2493/3022 (82%) 2476 (99%) | 17 (1%)
2 G 2493/3022 (82%) 2476 (99%) | 17 (1%)
2 I 2493/3022 (82%) 2476 (99%) | 17 (1%)
All All 10324,/12444 (83%) | 10256 (99%) | 68 (1%)

All (68) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 B 131 LEU
2 B 534 ARG
2 B 553 ARG
2 B 1076 | ARG
2 B 1141 ARG
2 B 1600 LEU
2 B 1676 LEU
2 B 1964 | ARG
2 B 3762 | ARG
2 B 3787 LYS
2 B 3805 LEU
2 B 3896 ASN
2 B 4034 ASN
2 B 4085 | ARG
2 B 4120 ASN
2 B 4959 PHE
2 B 4983 HIS
2 E 131 LEU
2 E 534 ARG
2 E 553 ARG
2 E 1076 | ARG
2 E 1141 ARG
2 E 1600 LEU
2 E 1676 LEU
2 E 1964 | ARG
2 E 3762 | ARG
2 E 3787 LYS
2 E 3805 LEU
2 E 3896 ASN

Continued on next page...
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5TB4

Continued from previous page...

Mol | Chain | Res | Type
2 E 4034 ASN
2 E 4085 | ARG
2 E 4120 ASN
2 E 4959 PHE
2 E 4983 HIS
2 I 131 LEU
2 I 534 ARG
2 I 553 ARG
2 I 1076 | ARG
2 | 1141 | ARG
2 I 1600 LEU
2 I 1676 LEU
2 I 1964 | ARG
2 I 3762 | ARG
2 I 3787 LYS
2 I 3805 LEU
2 I 3896 ASN
2 I 4034 ASN
2 I 4085 | ARG
2 I 4120 ASN
2 I 4959 PHE
2 I 4983 HIS
2 G 131 LEU
2 G 534 ARG
2 G 553 ARG
2 G 1076 | ARG
2 G 1141 | ARG
2 G 1600 LEU
2 G 1676 LEU
2 G 1964 | ARG
2 G 3762 | ARG
2 G 3787 LYS
2 G 3805 LEU
2 G 3896 ASN
2 G 4034 ASN
2 G 4085 | ARG
2 G 4120 ASN
2 G 4959 PHE
2 G 4983 HIS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes

sidechains are listed below:
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Mol | Chain | Res | Type
1 F 87 HIS
1 A 87 HIS
1 H 87 HIS
1 J 87 HIS
2 B 57 ASN
2 B 113 HIS
2 B 273 HIS
2 B 379 HIS
2 B 520 ASN
2 B 765 GLN
2 B 1158 | ASN
2 B 1678 | ASN
2 B 1691 | GLN
2 B 1719 HIS
2 B 1775 HIS
2 B 1952 | GLN
2 B 2005 | GLN
2 B 2127 | GLN
2 B 3767 | GLN
2 B 3809 | ASN
2 B 3896 | ASN
2 B 3960 | GLN
2 B 3976 | ASN
2 B 4034 | ASN
2 B 4054 | ASN
2 B 4120 | ASN
2 B 4553 | ASN
2 B 4978 HIS
2 B 4987 | ASN
2 E 57 ASN
2 E 113 HIS
2 E 273 HIS
2 E 379 HIS
2 E 520 ASN
2 E 765 GLN
2 E 1158 | ASN
2 E 1678 |  ASN
2 E 1691 | GLN
2 E 1719 HIS
2 E 1775 HIS
2 E 1952 | GLN
2 E 2005 | GLN
2 E 2127 | GLN

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

Mol | Chain | Res | Type
2 E 3767 | GLN
2 E 3809 ASN
2 E 3896 ASN
2 E 3960 | GLN
2 E 3976 ASN
2 E 4034 ASN
2 E 4054 ASN
2 E 4120 ASN
2 E 4553 ASN
2 E 4978 HIS
2 E 4987 | ASN
2 I 57 ASN
2 I 113 HIS
2 I 273 HIS
2 I 379 HIS
2 I 479 GLN
2 I 520 ASN
2 I 765 GLN
2 I 1158 ASN
2 I 1678 ASN
2 I 1691 GLN
2 I 1719 HIS
2 I 1775 HIS
2 I 1952 GLN
2 I 2005 GLN
2 I 2127 | GLN
2 I 3767 | GLN
2 I 3809 ASN
2 I 3896 ASN
2 I 3960 | GLN
2 I 3976 ASN
2 I 4034 ASN
2 I 4054 ASN
2 I 4120 ASN
2 I 4553 ASN
2 I 4978 HIS
2 I 4987 | ASN
2 G 57 ASN
2 G 113 HIS
2 G 273 HIS
2 G 379 HIS
2 G 520 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 G 765 GLN
2 G 1158 ASN
2 G 1678 ASN
2 G 1691 GLN
2 G 1719 HIS
2 G 1775 HIS
2 G 1952 GLN
2 G 2005 GLN
2 G 2127 | GLN
2 G 3767 | GLN
2 G 3809 ASN
2 G 3896 ASN
2 G 3960 | GLN
2 G 3976 ASN
2 G 4034 ASN
2 G 4054 ASN
2 G 4120 ASN
2 G 4553 ASN
2 G 4978 HIS
2 G 4987 |  ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no 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.
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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)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
2 G 14
2 B 14
2 I 14
2 E 14

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 B 4345:UNK C 4540:PHE N 74.04
1 E 4345:UNK C 4540:PHE N 74.04
1 I 4345:UNK C 4540:PHE N 74.04
1 G 4345:UNK C 4540:PHE N 74.04
1 B 3613:UNK C 3639:THR N 46.14
1 E 3613:UNK C 3639:THR N 46.14
1 I 3613:UNK C 3639:THR N 46.14
1 G 3613:UNK C 3639:THR N 46.14
1 B 4253:GLU C 4320:UNK N 27.75
1 E 4253:GLU C 4320:UNK N 27.75
1 I 4253:GLU C 4320:UNK N 27.75
1 G 4253:GLU C 4320:UNK N 27.75
1 B 3163:UNK C 3170:UNK N 15.37
1 E 3163:UNK C 3170:UNK N 15.37
1 I 3163:UNK C 3170:UNK N 15.37
1 G 3163:UNK C 3170:UNK N 15.37
1 B 3468:UNK C 3511:UNK N 14.99
1 B 3468:UNK C 3511:UNK N 14.99
1 I 3468:UNK C 3511:UNK N 14.99
1 G 3468:UNK C 3511:UNK N 14.99
1 B 3063:UNK C 3134:UNK N 14.98

Continued on next page...
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Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 E 3063:UNK C 3134:UNK N 14.98
1 I 3063:UNK C 3134:UNK N 14.98
1 G 3063:UNK C 3134:UNK N 14.98
1 B 2703:UNK C 2734:ASN N 14.84
1 E 2703:UNK C 2734:ASN N 14.84
1 I 2703:UNK C 2734:ASN N 14.84
1 G 2703:UNK C 2734:ASN N 14.84
1 B 3236:UNK C 3241:UNK N 13.23
1 E 3236:UNK C 3241:UNK N 13.23
1 I 3236:UNK C 3241:UNK N 13.23
1 G 3236:UNK C 3241:UNK N 13.23
1 B 2976:UNK C 2995:UNK N 12.15
1 E 2976:UNK C 2995:UNK N 12.15
1 I 2976:UNK C 2995:UNK N 12.15
1 G 2976:UNK C 2995:UNK N 12.15
1 B 1564:UNK C 1573:MET N 11.93
1 E 1564:UNK C 1573:MET N 11.93
1 I 1564:UNK C 1573:MET N 11.93
1 G 1564:UNK C 1573:MET N 11.93
1 B 3254:UNK C 3261:UNK N 7.98
1 E 3254:UNK C 3261:UNK N 7.98
1 I 3254:UNK C 3261:UNK N 7.98
1 G 3254:UNK C 3261:UNK N 7.98
1 B 1297:UNK C 1430:UNK N 5.84
1 E 1297:UNK C 1430:UNK N 5.84
1 I 1297:UNK C 1430:UNK N 5.84
1 G 1297:UNK C 1430:UNK N 5.84
1 B 2479:LEU C 2487:UNK N 3.80
1 E 2479:LEU C 2487:UNK N 3.80
1 I 2479:LEU C 2487:UNK N 3.80
1 G 2479:LEU C 2487:UNK N 3.80
1 B 2939:ARG C 2942:UNK N 3.24
1 E 2939:ARG C 2942:UNK N 3.24
1 I 2939:ARG C 2942:UNK N 3.24
1 G 2939:ARG C 2942:UNK N 3.24
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