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This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at

https://www.wwpdb.org/validation /2017 /XrayValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467

Mogul : 1.8.5(274361), CSD as541be (2020)
Xtriage (Phenix) : 1.13
EDS : 211
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.11
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https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.50 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
Rfree NN (J-— 0.259

Clashscore IR | . 17
Ramachandran outliers | I 1.7%

Sidechain outliers NN W 4.4%

RSRZ outliers N 0.4%
Worse Better
0 Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 130704 1659 (3.60-3.40)
Clashscore 141614 1036 (3.58-3.42)
Ramachandran outliers 138981 1005 (3.58-3.42)
Sidechain outliers 138945 1006 (3.58-3.42)
RSRZ outliers 127900 1559 (3.60-3.40)

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

Mol | Chain | Length Quality of chain
1 A 341 52% 40% <%
1 B 341 & 51% 0% CT%
2 C 399 50% 33% T
2 D 399 54% 20% T
3 D) 458 £ 50% 37% . 10%
3 F 458 51% 36% . 10%

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

Mol | Chain | Length Quality of chain
4 G 467 49% 26% 22%
4 H 467 & 48% 28% 22%
5 I 678 38% 24% 37%
3 J 678 39% 23% 37%
6 L 304 £ 30% 24% 46%
6 M 304 31% 23% 45%
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2  Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 31811 atoms, of which 0

are hydrogens and 0 are deuteriums.

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

atoms.

e Molecule 1 is a protein called Translation initiation factor elF-2B subunit alpha.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 316 2467 1568 431 455 13 0 0 0
Total C N O S
1 B 316 2465 1566 429 457 13 0 0 0

e Molecule 2 is a protein called Probable translation initiation factor eIF-2B subunit beta.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O S
2 C 338 2617 1660 443 502 12 0 0 0
Total C N O S
2 D 337 2609 1654 442 501 12 0 0 0

There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
C -5 GLY - expression tag | UNP Q9UT76
C -4 PRO - expression tag | UNP Q9UT76
C -3 ILE - expression tag | UNP Q9UT76
C -2 SER - expression tag | UNP Q9UT76
C -1 GLU - expression tag | UNP Q9UT76
C 0 PHE - expression tag | UNP Q9UT76
D -5 GLY - expression tag | UNP Q9UT76
D -4 PRO - expression tag | UNP Q9UT76
D -3 ILE - expression tag | UNP Q9UT76
D -2 SER - expression tag | UNP Q9UT76
D -1 GLU - expression tag | UNP Q9UT76
D 0 PHE - expression tag | UNP Q9UT76

e Molecule 3 is a protein called Probable translation initiation factor elF-2B subunit gamma.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N 0O S
3 2 414 3216 2040 555 604 17 0 0 0

Total C N O S
3 F 412 3204 2034 553 600 17 0 0 0

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
E 157 TYR ILE conflict UNP P56288
E 158 THR TYR conflict UNP P56288
E 159 VAL GLY conflict UNP P56288
F 157 TYR ILE conflict UNP P56288
F 158 THR TYR conflict UNP P56288
F 159 VAL GLY conflict UNP P56288

e Molecule 4 is a protein called Probable translation initiation factor elF-2B subunit delta.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
4 G 363 2869 1834 486 536 13 0 0 0

Total C N O S
4 H 363 2869 1834 486 536 13 0 0 0

e Molecule 5 is a protein called Probable translation initiation factor elF-2B subunit epsilon.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
g I 428 3377 2123 592 647 15 0 0 0

Total C N 0O S
g J 426 3362 2115 587 645 15 0 0 0

e Molecule 6 is a protein called Eukaryotic translation initiation factor 2 subunit alpha.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 L 16 1353 863 226 258 6 0 0 0
Total C N O S
6 M 166 1363 872 227 258 6 0 0 0

e Molecule 7 is PHOSPHATE ION (three-letter code: PO4) (formula: O,4P).
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PO4
03
2Q P—Qo
P
04
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O P
7 C 1 5 11 0 0
Total O P
7 D 1 5 11 0 0
Total O P
7 E 1 5 11 0 0
Total O P
7 E 1 5 11 0 0
Total O P
7 F 1 5 i1 0 0
Total O P
7 F 1 5 11 0 0
Total O P
7 G 1 5 11 0 0
Total O P
7 H 1 5 11 0 0
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Stretches of 2 or more

7%

40%

Full wwPDB X-ray Structure Validation Report

52%

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
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. A red dot

above a residue indicates a poor fit to the electron density (RSRZ > 2).
consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

e Molecule 1: Translation initiation factor elF-2B subunit alpha

3 Residue-property plots (i)

Page 7
Chain A:

ELA

0LY

89L

99s
S9D

€90
T91T
191

L83
9GS
941
0SS

LPT
91T

4728

0%I

i

YEL

{4

0€a

8zh

ocd
eta 4
(o4

2TA
T2h
0ZA

810

To1¢
097A

LSTH

€911

TSTA

LY1D
ovTH

[4745:4

9E€TH

YETH

TeTd
O0ETX

(A8

[44%s
121D

81TV

vI1d

80TA

YOTY

0TEI

sTed
v1ed

TTEL
0TEA
60€d

90€d

YOEN
£0€Y

T0€D

6623

cLctd

921
99C1

9Ty

c9cd

6520
89T
Pherd}

£azd

e Molecule 1: Translation initiation factor eIF-2B subunit alpha

144

LYCH

elac
i4741
13748

6€€T

TEED

62eN
8CES

Saeel

zTea
TTEL

7%

40%

51%

%

Chain B: :

684
884
180
984
£8D

6.7
8.S

9LN
SLN
20}
€LA
oLy

998
S9D

291
T9I

ichd

0SS

LY

vhA
€91

0%I

9€d

veL
€EI

ocTd
aTH

44
T2h

L

0LTY
691S

L9TL
99TA

9T

1918

6GTH

8YTA

08TA
6%Cd

eigac

15748

0vcd

8€TH

SETH

ceTd
TETA

6221
8zTh
T4
9TTL

%2TI

TTTN

0ze1

¥TeD

(4434

0ZeI

L1ES

viea

OTEA
60€d

90€d
SOEN
Y0EN
£0€Y

T0g0

6623
86CN
L6TH
96C1

1621

682a

89T

¥gcd

152°9
0%ER
6€€T
8EEH

9EET

veeH

ceEN

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

6JLY

Full wwPDB X-ray Structure Validation Report

Page 8

tiation factor elF-2B subunit beta

ion ini

Probable translat

e Molecule 2

15%

33%

50%

Chain C

E€TA

10
=

€071

T01d

LBY

a6
61

263

061

8831

ey

144

612H
8121

g tact
80zh

S02I

€0cH

00CH
6611

L61a

061a

1811

7811

281a

08TA

8.L1h
LLTT
9L

€L11
CTLIA

0L7¥
69TH
891a
LITH

L1€S
91€1
aTeyd
2229
€1el

T1€S
0T1€D
60EA

LOEA

LTV
962A
9621

62D
T6CS

L8T1

8TN

2821
7821
08cy
6.LCH
8.cTlL

254
€LTH

TLTA
0LzH

L9TI

G924
vocI
€921

T92a
09¢s
68CI
8GcTA

08Ty

8¥%cH

4441

6£2h
8ETN

veTH
€ecH

0€TI

£6€1

G8EL
8eda
£8EN

T8EI
08eY
6LER

69EN

L9€I

€9EA
T9€T

09ed
69ed
89€I
bger

YPeT

[44°0]
Tved

1

Probable translat

€€€d

TEES
0€€T

e Molecule 2

8CeI

(4439
T2ed
0zeR
6T€A

tiation factor ell-2B subunit beta

0n 1ni1

16%

29%

54%

Chain D

00TN
662

963
%61

064

884

78y

084

LLN

©
~
©

wLS

89V

90

LSL

va1

8YM

9L

9EY

j£2:!

TTs

02T
610
8TV

i

9LT1D

YLTI

CTLIA

9919

cLe
TLTA

89T
921

192a
092s
6621

clan

6%
8vcH

SHTH
14741
E€%CH

6e2h
8ETN

9ged
S€TA
veTH
gecd
(444

0€TI
62CA

Lgecd

Sz
671CH
o) gec
802l
9021

0TI
£0cd

1028

6611

761h

L8TI

98Ta
78711

z81da
18TI

8LTh

8GEI

96ed

bser
€9ed

6v€d

TveD
hed
0vEN
6€€4

1

€€ed
TEES
T€ES
0€ET

8TEI

9TES
gqced
et
€zeda

6TEA
L1€S
91€1
STEN

€1€I

T1€8
0T€D
60€A
90€d
€0€H
§S621
T6eH
68CTL
1821
82N
08cV
6.CH
8.TL
.21

x4

1

Probable translat

98€R
CT8EW
18€1
08€Y
6LER
9LES

TLED

69€N

L9EI

e Molecule 3

S9€1

09€d

tiation factor eIF-2B subunit gamma

ion ini

10%

37%

50%

%
i

Chain E

6LM

0Ly
69N
899
L91

991
%91

{428
PAH
989
Q6L

761

(4]

8€d

CET

7811
€871

087X

AT S

69TA
8GTL

9G1d
941d
Y811

2GTA

6%1a
8¥%10

+

PPIA

R LDWIDE

erbDeBe

(4410
TyIN
(0498

8ETT

€ETYH
CTETT

62TV
8C18

9CTTA

€21a
{49
TC1I

811V
TITH
011D
6073
807X

S0TYH
%011

TOTN

66H

S6d
v6d
€61
6D

O
PROTEIN DATA BANK

W



6JLY

Full wwPDB X-ray Structure Validation Report

Page 9

L9TI
9921

€92
29I
1928

69CT
84TS
LSGcH
96Ty
elel4cs

€49cI

0821

LYCH

4448

T¥CH

ovTy

6€CTa

GETL

€E€TT

TETA
0€cYH

i444
{4443

j144:S

81¢d

9128

4548

01es
60T)

LOTA
9021

L61D

G671
¥610

T61a

881

98Th

0€ed

8TEN
Lged

GTeN
YTEN

2ced
TTES
0zed
aTeNd
90€d

v0€S
€0€S

062S
6821

1

4g8cI
8N

0821
6Lzd
8.LTS

SLTR

TLTA

89¢d

8T¥%d

4428
€TYS

0Z%d
6T%I
8Tl
LI%Y

ET%A

E6EN

68EA
88€D

98€9H

16€8

Lvea

6%%a
8%¥A
LYY

440l

8EDY
LEDH
9ETA

YEVH

e Molecule 3

(45728

® O0€vI
62vH

tiation factor elF-2B subunit gamma

ion ini

Probable translat

10%

36%

51%

Chain F

260

98L
G984

TLd
oL
69N

191
99d

¥91

L

{428
T9d

7918

(4158
1910
0971

89TL

99Td

€G1D
CSTA

6710

LIS
9%T1T

YPIA

1

(4410
TYIN

6ETI

SETA

€ETH
CETT

0€Ta

8C1S
1218

(498}
1211

611d

TTTH
(a%]
6013

SOTYH
%011

TOTN

o)
o)
o

L63

S631

€61

LSTa
99T

pacy
€921

0821
6%CA
8¥cH
LYCH
Eias

444

(4449
T¥CH
V44 )
6€Ta

SETL
e
€€TT
8CCH

gce

Teed
0oged

8TeEN
Lged

£TEY

T2ES
0ZeD

81€I

91€d

80€Y
LOEI

0628

88¢4d

8TN

(43145

08TL
6.Lcd
8.tTS

7k}
TLZA

89¢d
L9C1

g9za

1928

6921

L9EL

voed
£9€EN
T9EN

09€D

8GeY

GgeT

[4sfoks

0GEA
6%EL

9%EA
SveT

ched
Tved
0%eL

9€EI
SEED
veey

0STH

Probable translat

8¥¥A
LYY

9ETA
SEPY
YEVH
6CvE
(475)]
61%I
81¥%h

(54

tiation factor ell-2B subunit delta

ion ini

e Molecule 4

22%

26%

49%

Chain G

€CTd
[4433
1218

3

L1173

€TTY
CTTY

OTTh
6071
80TN

SETH

£€ecH

6221

9zeTa

YTTA

(4445

0ze1

Licd

60CI

1

S0TH

€0Cs

68TH

L81S
98711
S8TL

6L1h
8LIR

SLTI
YLIA

3

0LTL

€974

TOTN
091S
681D

LSTI

SGTA

TSTH

+

TETY

62TY

9TT11
STTH

O

R LDWIDE
PROTEIN DATA BANK

W



6JLY

Full wwPDB X-ray Structure Validation Report

Page 10

LTES

€TER

oced

91€ed

z1eN
TIET

60€A
80€Y

90€d

v0ex
£0€ed
c0ey
TOES
S62H
062A
98CH

8¢
€8cTA

08cA
6.LTL

LLzgS
9LTH

TLCI
0LTA
69¢a
29Tl

89TA

9GcTA

[4lan

6%cH

P44 S

444

T¥TI

8€TT
LETT

LTY'1

ST

£ThY
(44728

0THY
6THM
8TYN

(45728

3

80%a
L0%a

P0¥H
£0¥N

T0%T

66€d
beex
£6€EN
T6ER

G98€I
v8ey

T8€4

—o__©oN~ O
Pl WS s
I m M mm
A VM0 >

oe1

09¢€1

8GEL

GGeY

1

YPEH

6EET
8EEN

Geed

TEER

62€1

£9%)

T9%3
09%N

€9%L

6791

PA44)
ovva

(47478
T¥PL

8ERY

(4529

tiation factor ell-2B subunit delta

ion ini

Probable translat

e Molecule 4

%

22%

28%

48%

Chain H

€14
1218

8TTH
L1173

€TTH

OTTh
6071

SOTL

1448

8121
L1gd

TICH

3

021

0Tl
€0cS
c0ch
1021
002k

68TH

9871
G8TL

6L10
8LT1

SLTI

€LT1

991a

€974

0978

LSTI
98T
GSTA
PaTN

TSTH

PAAYS

SPIA

€%1d

LETI

TETH

62TY

9211
GTTH

80€Y¥

90€d
S0€d

€0ed
c0ed

00€a

L6TA

S6cH
06zA
98CH
£8CA
LTS
9LTH
S.T1

vLTk
€.LTL

TLTI
0Lch
69z¢a

99zh
99z1
%923

[4an

8GTA

9GTA

¥32H

[4°14)
1821

LycH
9%CI

4743
e£vea

1374
0vca

8€TT

444

[4443

|
€T%d
TIvd
T1vE
0T%a

L0%a
90%A

£0%N

1091

S6€T
v6ed
E6EN

T6€A

88€d

98€I
78eY

T8EL
18¢€d

8LES
LLed
9.L€0
TLEA
09€1

eietor |

1

8%€s

8eeYN
LEEL

gseed

TEEX

Ll

€TER
TTEL

ozed
LTIEH
ored
STEL

cren
T1€1

99%k
S9%A
7970
°ovd
19%H
09%N
96%d
SGPA
vavs
18%d

LYTW
ovva

T7PL

CTEVR
1255728

(4478

9T%1

tiation factor elF-2B subunit epsilon

ion ini

Probable translat

e Molecule 5

37%

24%

38%

Chain I

9.0

€LH

f4eic
T6I
08T
LN

€91

o
S
pj

9¢s

TSN
TS
0§10

PAAYS

E€¥TH
(4745

0%11

8E€TH

9ETT

PEIA
E€EIN
CTETS

0ETA
621a

LT1S

zcia

88T

o8M
S84

L

6€Ta
8€Td

GETL

Teed
0ETA

82N

9¢Td
geel
cea

0LTY
6974

€918
o1V
1914
0974
6STA

LSTW
9STL

$ST1I
€8TV

aston]
€GEN

0GeI

8YEL

THEY
152

6EEA

LEEL

SEEV

wces

o1€d

90€4d

00€EN

662S
862d

O

R LDWIDE
PROTEIN DATA BANK

96TA
S6cd

€6Ch
T6TA

06z

18¢a

S.L2H

£.2YH

T.LTY

69z

¥9cH

09z
6492y

+

Lvcd

SveH
444
€921
{4444

0%k

W



6JLY

Full wwPDB X-ray Structure Validation Report

Page 11

[4744S

6EVI

£EVA

0EVL

8Tl
LTYS

8THY

0T%a
60%D

LO%A
90%A
S0%D
(4028

L6€d
96€1

2T6EN
68€)
L8€S
8e1l
T8EA
08€D

6LE1

g.lea

S9EY
v9€es
£9€ed
29eI

69EN

98€I

tiation factor elF-2B subunit epsilon

ion ini

Probable translat

e Molecule 5

37%

23%

39%

Chain J

8.4
LLI
9.0

€LH

TLD

LOK

G93
90
£9A

97
091

PAES

Sl
€9%

08T

LPN

¥¥d
€91

o%Y

8N

GEL

e
Ted

6CL

610
811

9TH

SL18
vL18

TLTY

6974

(4224
1914
0974
6GTA

€8TV

TSTH

8%1d

t
1

SHIA

[44%S

6ETA
8ETH

9ETT
SETd

TEIS
TETA
0ETA

LTTS
4929
zcia
1218
0zTL
[43%S

T
01711

801a

%011

£64

69CN

P9CH
€920

€92L

6%CA

Lycd

444
€921
[4444

0¥%Tx
6€Ta

GETL

beTd

0ETA

9¢Td

geel
4444

zeeh

0zeda

8121
L1ea
9TCN
STcH
2148
€12H

01gH
60CH

90cd

coca

66TA

681X

9810

7818

081a

6LTI
8LTA

0Lea
99€4d
v9es
89€S
LS€D
9GEeI
0S€I
6YEL
8YEL
9YEY
TYEY

6EEA
8EEN

SEEV
TeeT
STED
vees
£TeY

0ZEA

L1€d
91€d

€1€I

oTed
60€l

SO0EL

862d

96TA

v6cd

Ll

€821

08Tk
6.LCL

9.TS

£.0H

TLTY

8zl

9THH

44LS

cTHL
114721

6174

LT%N

(4529

60%D

LO%A

TovA
T0%I

66€D

96€1

06€I
68EN

L8€S
98EN

¥8e1

6LET

9LEN

€LET
TLEA

tiation factor 2 subunit alpha

ion ini

ic translati

Eukaryot

e Molecule 6

46%

24%

30%

%
i

Chain L

L84
98Y1

£80

8LH

9.a

991

£9Y

191
093

891

[4:t s
188
081
6vd

L1

[4S

9€T
SET

EEA

62
8CH

E€TA

0z
6TA

L1a

vra

T
0TN
63
8L
Ld
94

<
=

O

R LDWIDE
PROTEIN DATA BANK

W



6JLY

Full wwPDB X-ray Structure Validation Report

Page 12

091d
LSTI
P9TM
1813
0S1a
6911
i)
SPTA
44T
[474%S
6ETH
SETY
TETH
0ETY

6211
8TTL

9TTA
STT1
vcra

STIV

E€TTR
(431

o GLTY

TLIA
0LIN

L9713

9T

tiation factor 2 subunit alpha

ion ini

Eukaryotic translat

e Molecule 6

45%

23%

31%

Chain M

963
S61

£6a

068

%81
£80

LLA

S9T1

CTOTH

6GTd

LSTI

YaTH

TSTL

6YT1

LY1S
9711

4%
EVTV

15A2S

LETA

SETH
YETS

CETd
TETM
O0ETV

9TTR

verE
€gra
(493}

TLII

6914

O

R LDWIDE
PROTEIN DATA BANK

W



Page 13 Full wwPDB X-ray Structure Validation Report 6JLY
4 Data and refinement statistics (i)
Property Value Source
Space group P1211 Depositor
Cell constants 155.56A 207.99A 155.59A .
Depositor
a, b, c, a, B,y 90.00° 97.20° 90.00°
. 4931 - 3.50 Depositor
Resolution (4) 4931 — 3.50 EDS
% Data completeness 97.6 (49.31-3.50) Depositor
(in resolution range) 88.8 (49.31-3.50) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 0.53 (at 3.48A) Xtriage
Refinement program PHENIX (1.13_2998: 777) Depositor
R R 0.224 , 0.260 Depositor
» Hhfree 0.224 , 0.259 DCC
Rfree test set 1979 reflections (1.62%) wwPDB-VP
Wilson B-factor (A?) 122.1 Xtriage
Anisotropy 0.078 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.27 , 81.3 EDS
L-test for twinning” <|L| > =048, < L? > =0.31 Xtriage
Estimated twinning fraction 0.380 for 1,-k,h Xtriage
F,.F. correlation 0.95 EDS
Total number of atoms 31811 wwPDB-VP
Average B, all atoms (A?) 144.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.27% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,

and 0.375, 0.2 for perfectly twinned datasets.

O RLDWIDE

PROTEIN DATA BANK
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:
PO4

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 | &y /a7 #é\ >5 | RMSZ #é\ >5
1 A 0.28 | 0/2513 | 0.44 | 0/3399

1 B 0.28 | 0/2510 | 0.43 | 0/3395

2 C 0.30 | 0/2661 | 0.43 | 0/3611

) D 0.30 | 0/2653 | 0.44 | 0/3600

3 E 0.30 | 0/3272 | 048 | 0/4427

3 F 029 | 0/3260 | 0.49 | 0/4411

1 G 0.31 | 0/2917 | 0.45 | 0/3951

1 H 0.31 | 0/2917 | 0.44 | 0/3951

5 I 029 | 0/3437 | 0.45 | 0/4653

5 J 029 | 0/3422 | 0.47 | 0/4639

6 L 0.27 | 0/1374 | 0.42 | 0/1845

6 M | 026 | 0/1384 | 0.44 | 0/1859

Al | Al | 029 | 0/32320 | 0.45 | 0/43746

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2467 0 2490 99 0
Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 B 2465 0 2487 111 0
2 C 2617 0 2653 102 0
2 D 2609 0 2642 83 0
3 E 3216 0 3273 131 0
3 F 3204 0 3263 116 0
4 G 2869 0 2958 90 0
4 H 2869 0 2958 85 0
d I 3377 0 3361 134 0
S J 3362 0 3345 121 0
6 L 1353 0 1374 o1 0
6 M 1363 0 1391 48 0
7 C D 0 0 1 0
7 D 5 0 0 0 0
7 B 10 0 0 1 0
7 F 10 0 0 0 0
7 G 5 0 0 1 0
7 H Y 0 0 1 0

All All 31811 0 32195 1094 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 17.

All (1094) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.

Atom-1

Atom-2

Interatomic
distance (A)

Clash

overlap (A)

4:H:126:LEU:HB3 | 4:H:395:LEU:HD11 1.55 0.89
3:E:139:ILE:HG12 3:E:250:1LE:HG12 1.56 0.87

5:1:143:HIS:HD1 5:1:156: THR:HG1 1.21 0.83
5:J:101:ARG:HD3 5:J:101:ARG:H 1.44 0.83
3:E:402:VAL:HG23 | 3:E:419:ILE:HD11 1.62 0.81
1:B:222:ASN:HB3 | 1:B:226:THR:HG21 1.63 0.81
3:F:355:LEU:HD11 3:F:370:ASP:HA 1.63 0.80
5:J:290:ARG:NH?2 5:J:298:ASP:0OD2 2.14 0.80
4:G:161:ASN:OD1 4:G:379:TYR:OH 2.01 0.79
3:F:173:VAL:HG23 | 3:F:318:I1LE:HG23 1.64 0.79
5:J:130:VAL:HG12 5:J:273:ARG:HB3 1.64 0.79
5:1:101:ARG:NH2 5:1:108:ASP:0OD2 2.17 0.77
5:1:169:ARG:NH1 5:1:218:LEU:O 2.18 0.77
1:B:140:LEU:HB3 | 1:B:207:VAL:HG23 1.68 0.76
3:E:368:.1LE:HG22 3:E:385:.1LE:HB 1.68 0.76
3:F:133:ARG:NH1 3:F:253:ILE:O 2.19 0.76

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
3:F:152:VAL:HG11 | 3:F:242:ILE:HD11 1.68 0.76
3:F:97:GLU:O 3:F:101:ASN:ND2 2.19 0.75
1:B:95:HIS:O 1:B:102:GLN:NE2 2.19 0.75
3:F:195:LEU:HD11 | 3:F:233:LEU:HD12 1.68 0.74
4:G:399:ASP:0OD2 4:G:420:LYS:NZ 2.20 0.74
5:1:348: THR:HG21 5:1:362:ILE:HG22 1.69 0.74
3:E:336:1ILE:HD12 3:E:395:ILE:HD13 1.68 0.73
5:J:372:VAL:HG22 5:J:389:LYS:HA 1.71 0.73
5:J:169:ARG:NH2 5:J:216:ASN:OD1 2.22 0.73
6:L:6:ARG:NH1 6:L:8:TYR:O 2.22 0.73
3:E:209:LYS:NZ 3:E:210:SER:O 2.21 0.73
4:G:295:ARG:NH2 | 4:G:335:GLU:OE1 2.22 0.73
2:C:2:SER:H 2:C:5:ASN:HD21 1.37 0.73
2:C:59:ARG:NH2 2:C:393:LEU:O 2.21 0.73
3:F:181:GLU:H 3:F:334:LYS:HE?2 1.54 0.73
2:D:338:SER:OG 2:D:340:ASN:ND2 2.22 0.72
4:H:393:ASN:ND2 4:H:432:TYR:O 2.22 0.72
6:L:49:GLU:HG2 6:L:86:LYS:H 1.55 0.72
4:G:302:ARG:NH2 4:G:403:ASN:O 2.22 0.72
1:A:267:LEU:HD21 | 1:A:306:PRO:HD3 1.72 0.72
5:J:127:SER:HB2 5:J:273:ARG:HH12 1.56 0.71
5:J:19:GLN:OE1 5:J:120: THR:N 2.23 0.71
1:A:46:LEU:O 1:A:50:SER:OG 2.07 0.71
2:C:330:LEU:HB2 5:1:290:ARG:HH11 1.55 0.71
1:B:215:VAL:HG11 | 1:B:254:PRO:HD3 1.73 0.70
4:H:107:ALA:HB3 4:H:109:LEU:HG 1.72 0.70
6:L:63:ARG:HD3 6:L:66:LYS:HD3 1.73 0.70
3:E:133:ARG:NH1 3:E:256:LYS:O 2.22 0.69
3:F:329:TYR:OH 3:F:429:GLU:OE2 2.10 0.69
1:A:297:MET:HB3 1:A:301:GLN:HG3 1.73 0.69
5:1:28:ASN:HD21 5:1:35:THR:HG21 1.57 0.69
1:B:204:VAL:O 1:B:238:LYS:NZ 2.24 0.69
1:B:142:HIS:HB2 1:B:229:LEU:HD21 1.73 0.69
3:E:186:GLN:HB3 3:E:188:LYS:HE?2 1.75 0.69
3:E:392:SER:OG 3:E:393:ASN:OD1 2.11 0.69
4:G:178:TYR:O 4:G:235:LYS:NZ 2.22 0.69
5:J:222:GLN:OE1 5:J:273:ARG:NH1 2.25 0.69
2:D:380:ARG:NH2 | 4:G:461:GLU:OE1 2.25 0.69
5:1:169:ARG:NH2 5:1:216:ASN:OD1 2.26 0.69
2:C:234:GLY:HA3 2:C:238:ASN:HB2 1.75 0.69
2:C:341:GLU:HB3 | 2:C:344:LEU:HD13 1.73 0.69

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
3:E:154:.LEU:HD12 | 3:E:155:PRO:HD?2 1.75 0.69
3:E:438:ALA:O 3:E:440:ARG:NH2 2.26 0.69
4:H:403:ASN:ND2 4:H:407:ASP:O 2.26 0.69
3:E:191:ASP:OD1 3:E:328:ASN:ND2 2.26 0.69
4:G:393:ASN:ND2 4:G:432:TYR:O 2.26 0.69
5:1:157:MET:SD 5:1:244:ARG:NH1 2.66 0.69
6:L:7:PHE:O 6:L:131:TRP:NE1 2.20 0.69
3:E:340:THR:O 3:E:342:GLU:N 2.26 0.68
4:G:178: TYR:HH 4:G:189:HIS:HD1 1.40 0.68
5:J:159:VAL:HB 5:J:218:LEU:HD12 1.75 0.68
4:H:295:ARG:NH2 4:H:335:GLU:OE1 2.26 0.68
5:1:114:ASP:HB3 5:1:231:PRO:HB2 1.74 0.68
5:1:19:GLN:NE2 5:1:118:LEU:O 2.25 0.68
2:C:380:ARG:NH2 4:H:461:GLU:OE1 2.20 0.68
1:B:88:ARG:NH2 6:L:28:GLU:OFE1 2.26 0.68
5:1:127:SER:O 5:1:273:ARG:NH1 2.26 0.68
1:A:95:HIS:O 1:A:102:GLN:NE2 2.27 0.67
1:A:92:ARG:NH2 1:A:339:LEU:O 2.26 0.67
3:E:382:ASN:ND2 3:E:399:ASN:OD1 2.25 0.67
4:H:355:ARG:NH1 4:H:431:LYS:O 2.28 0.67
3:E:129:ALA:H 3:E:261:SER:HA 1.59 0.67
6:M:157:ILE:HG22 | 6:M:159:PRO:HD3 1.75 0.67
2:C:203:GLU:OE2 2:C:273:LYS:NZ 2.28 0.67
5:I1:156: THR:HB 5:1:225:1LE:HB 1.77 0.67
3:F:284:ASN:HB2 3:F:288:PHE:HE2 1.58 0.67
3:E:147:SER:OG 3:E:149:ASP:0OD1 2.10 0.67
2:C:184:LEU:HA 2:C:187:ILE:HG13 1.76 0.67
3:F:70:LYS:NZ 3:F:109:GLU:OE2 2.28 0.67
6:M:22: ASN:ND2 6:M:67:ASN:OD1 2.25 0.67
4:G:441:THR:HG23 | 4:G:442:VAL:HG12 1.75 0.66
4:G:302:ARG:NH2 4:G:401:LEU:O 2.28 0.66
3:F:336:ILE:HD12 3:F:395:ILE:HD13 1.76 0.66
6:M:136:LYS:NZ 6:M:152:THR:O 2.29 0.66
2:C:330:LEU:O 5:1:290:ARG:NH1 2.29 0.66
4:G:270:VAL:HG12 | 4:G:295:ARG:HG2 1.77 0.66
6:M:93:ASP:HA 6:M:96:LYS:HB2 1.78 0.66
5:J:309:GLN:HB2 5:J:313:ILE:HG13 1.78 0.66
1:B:55:ILE:N 6:L:83:ASP:0D2 2.29 0.66
1:B:90: VAL:HG11 1:B:107:LEU:HG 1.77 0.66
5:J:339:VAL:HA 5:J:356:ILE:HB 1.78 0.66
1:B:267:LEU:HD21 | 1:B:306:PRO:HD3 1.77 0.66

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

4:G:178:TYR:OH 4:G:189:HIS:ND1 2.23 0.66
5:J:169:ARG:NH1 5:J:218:LEU:O 2.29 0.65
5:J:161:GLU:OE2 5:J:215:ARG:NH2 2.29 0.65
3:E:324:ASN:O 3:E:325:ASN:ND2 2.29 0.65
5:J:147:ARG:NH1 5:J:153:ALA:O 2.30 0.65
1:B:276: THR:OG1 1:B:277:VAL:N 2.30 0.65
6:M:102:GLN:HA 6:M:105:LYS:HB3 1.78 0.65
3:E:355:LEU:HD23 3:E:370:ASP:HA 1.77 0.65
5:1:348: THR:HG22 5:1:365:ALA:H 1.62 0.65
5:1:296:VAL:O 5:1:299:SER.:OG 2.15 0.65
5:J:61:ALA:HB2 5:J:136:LEU:HD23 1.78 0.65
6:L:126: TYR:HA 6:L:130:ALA:HB3 1.79 0.65
5:J:175:SER:HB3 5:J:189:TYR:HE1 1.62 0.64
5:1:427:SER:OG 5:1:428:GLN:N 2.30 0.64
2:D:330:LEU:O 5:J:290:ARG:NH1 2.30 0.64
6:M:125:LEU:H 6:M:125:LEU:HD23 1.61 0.64
3:E:155:PRO:O 3:E:158: THR:OG1 2.15 0.64
4:H:354:SER.:.OG 4:H:355:ARG:N 2.31 0.64
2:D:205:1ILE:HB 2:D:229:VAL:HG22 1.79 0.64
3:F:420:GLY:N 3:F:436:VAL:O 2.30 0.64
3:E:389:VAL:HG23 | 3:E:406:VAL:HG12 1.80 0.64
5:1:114:ASP:O 5:1:117:GLN:NE2 2.31 0.64
6:M:102:GLN:O 6:M:106: THR:OG1 2.14 0.64
1:A:66:SER:O 1:A:70:LYS:N 2.26 0.63
3:F:191:ASP:OD1 3:F:328:ASN:ND2 2.31 0.63
6:M:45:ILE:HG22 6:M:84:LEU.:HB2 1.80 0.63
2:C:17:ILE:HG22 2:C:21:LYS:HD2 1.79 0.63
4:G:209:ILE:HD11 | 4:G:384:ARG:HH21 1.63 0.63
6:M:165:LEU:HD21 | 6:M:168:LEU:HD22 1.80 0.63
3:E:340: THR:H 3:E:341:PRO:HD2 1.63 0.63
4:G:131:ARG:NH1 4:G:203:SER:OG 2.31 0.63
2:C:77:ASN:ND2 2:C:316:LEU:O 2.31 0.63
2:D:340:ASN:O 2:D:342:GLY:N 2.31 0.63
3:F:217:ASP:HB3 5:1:200:SER:HB2 1.79 0.63
3:E:231:VAL:HG23 5:J:214:VAL:HB 1.80 0.63
3:F:389:VAL:HG13 | 3:F:406:VAL:HG22 1.79 0.63
5:J:18:LEU:HD12 5:J:63:VAL:HA 1.81 0.62
1:B:40:ILE:HD13 1:B:114:PHE:HE2 1.63 0.62
4:H:302:ARG:NH2 4:H:401:LEU:O 2.31 0.62
6:L:90:SER:OG 6:L:91:SER:N 2.32 0.62
3:F:239:ASP:0OD1 3:F:240:ALA:N 2.32 0.62

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
4:H:393:ASN:OD1 4:H:394:GLU:N 2.31 0.62
5:J:160:ARG:NH2 5:J:269:ASN:O 2.28 0.62
1:B:121:CYS:SG 1:B:122:ARG:N 2.73 0.62
5:1:409:GLY:H 5:1:433:ASP:HA 1.65 0.62
2:D:77:ASN:ND2 2:D:316:LEU:O 2.33 0.62
4:H:240:GLU:OE2 4:H:244:SER:OG 2.18 0.62
5:1:439:1ILE:HG21 5:1:442:ARG:HB2 1.79 0.62
5:1:132:SER:HB2 5:1:271:ALA:HA 1.80 0.62
5:1:28:ASN:O 5:1:28:ASN:ND2 2.33 0.62
6:M:96:LYS:O 6:M:100:LYS:N 2.30 0.62
2:C:16:LEU:HD23 2:C:65:LEU:HD11 1.82 0.62
2:D:313:ILE:HG22 | 2:D:369:ASN:HD21 1.64 0.61
5:1:52:GLU:OE2 5:1:80: TYR:OH 2.16 0.61
1:A:47:LEU:O 1:A:104:LYS:NZ 2.32 0.61
3:F:267:ILE:O 3:F:315:LYS:NZ 2.34 0.61
3:F:387:LYS:O 3:F:405:GLY:N 2.31 0.61
5:1:298:ASP:N 5:1:298:ASP:OD1 2.32 0.61
6:L:6:ARG:HH12 6:L:9:GLU:C 2.04 0.61
1:B:106:HIS:O 1:B:110:ASN:ND2 2.33 0.61
3:F:149:ASP:O 3:F:327:PRO:HD2 2.00 0.61
4:G:354:SER:OG 4:G:355:ARG:N 2.30 0.61
1:A:198:SER:H 1:B:228:GLN:HE22 1.47 0.61
6:M:60:LYS:O 6:M:62:ILE:N 2.33 0.61
3:F:92:CYS:SG 3:F:93:MET:N 2.73 0.61
4:H:451:PRO:O 4:H:454:SER:OG 2.17 0.61
4:H:372:VAL:O 4:H:441:THR:0G1 2.17 0.61
2:C:178:GLN:NE2 2:C:182:ASP:0OD1 2.33 0.61
5:1:170:ALA:O 5:1:174:SER:N 2.31 0.61
5:1:175:SER:HB3 51:189:TYR:HE1 1.66 0.61
2:C:313:ILE:HG22 | 2:C:369:ASN:HD21 1.66 0.61
6:L:102: GLN:O 6:L:106: THR:OG1 2.19 0.61
2:C:40:ARG:NH2 2:C:178:GLN:OFE1 2.34 0.61
1:B:215:VAL:HG12 1:B:216:GLU:H 1.66 0.60
2:D:330:LEU:HB2 | 5:J:290:ARG:HH11 1.64 0.60
3:E:70:LYS:NZ 3:E:109:GLU:OE2 2.34 0.60
5:J:159:VAL:HG12 5:J:220:ASP:HA 1.82 0.60
3:F:47.PHE:O 3:F:55:THR:OG1 2.16 0.60
5:1:142:GLU:OE1 5:1:264:HIS:ND1 2.26 0.60
5:1:204:GLU:OE1 5:1:204:GLU:N 2.34 0.60
1:B:299:GLU:OE1 1:B:303:ARG:NH1 2.35 0.60
1:B:224:.1LE:HD11 1:B:306:PRO:HG2 1.83 0.60

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
2:C:278: THR:0OG1 2:C:279:HIS:N 2.33 0.60
4:G:156:LYS:HG2 4:G:304:GLU:HG2 1.84 0.60
5:1:61:ALA:HB2 5:1:136:LEU:HD13 1.82 0.60
1:A:227:PHE:N 1:A:309:ASP:0D2 2.32 0.60
3:E:327.PRO:HA 3:E:331:GLU:HB2 1.82 0.60
1:B:92:ARG:NH2 1:B:340: TYR:O 2.32 0.60
4:H:382: THR:HG22 4:H:384:ARG:H 1.67 0.60
5:J:65:GLU:OE2 5:J:67'TYR:OH 2.12 0.60
1:A:20:VAL:O 1:A:24:LYS:N 2.31 0.60
1:A:26:PHE:O 1:A:30:ASP:N 2.35 0.60
3:F:288:PHE:O 3:F:290:SER:N 2.34 0.60
1:B:272:PRO:HD2 | 5:J:323:ARG:HH22 1.66 0.60
6:L:14:GLU:N 6:L:17:ASP:0D2 2.35 0.60
6:M:97:CYS:O 6:M:101:TYR:N 2.34 0.60
2:C:23:ARG:NH1 2:C:354:TYR:OH 2.34 0.60
3:E:288:PHE:O 3:E:290:SER:N 2.35 0.60
5:1:108:ASP:0OD1 5:1:111:ARG:NH1 2.27 0.60
1:B:298:ASN:OD1 1:B:301:GLN:N 2.30 0.60
5:1:71:CYS:HB3 5:1:102: GLU:HA 1.84 0.60
3:E:133:ARG:NHI1 3:E:253:ILE:O 2.35 0.59
3:E:149:ASP:0O 3:E:327:PRO:HD2 2.02 0.59
4:G:408:ASP:OD1 4:G:409:PHE:N 2.35 0.59
4:H:271:ILE:O 4:H:297:VAL:N 2.29 0.59
4:H:312:LYS:NZ 4:H:316:GLU:OE2 2.34 0.59
4:G:378:SER:OG 4:G:446:GLU:OE2 2.18 0.59
4:H:275:LEU:HD22 | 4:H:306:GLU:HB2 1.84 0.99
2:C:380:ARG:NH2 | 4:H:460:ASN:OD1 2.33 0.59
6:M:131: TRP:HA 6:M:134:SER:HB3 1.83 0.9
1:B:245:GLU:OE2 1:B:245:GLU:N 2.29 0.59
1:B:92:ARG:NH2 1:B:338:LYS:O 2.35 0.59
6:L:150:ASP:OD1 6:L:151:GLU:N 2.35 0.59
1:A:245:GLU:OFE1 1:A:245:GLU:N 2.31 0.59
1:B:169:SER:HG 1:B:172:SER:HG 1.49 0.59
1:B:240:PHE:O 1:B:317:SER:OG 2.20 0.59
4:G:249:ARG:NH2 4:G:378:SER:OG 2.36 0.59
1:A:56:SER:OG 6:M:83:ASP:OD1 2.20 0.59
4:H:258:VAL:HG23 4:H:283:VAL:HA 1.84 0.59
2:D:331:SER:OG 2:D:332:SER:N 2.33 0.59
5:J:138:GLU:OE1 5:J:138:GLU:N 2.36 0.59
1:A:94:LEU:O 1:A:95:HIS:ND1 2.35 0.59
2:C:381:ILE:O 2:C:385: THR:OG1 2.17 0.59
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2:C:54:LEU:O 2:C:57'THR:OG1 2.20 0.59
3:E:149:ASP:0OD1 3:E:149:ASP:N 2.36 0.59
5:1:121:SER:OG 5:1:122:ASP:N 2.35 0.59
5:J:240:TYR:OH 5:J:255:ASP:0OD1 2.21 0.59
1:B:249:PHE:HB3 1:B:336:LEU:HD13 1.85 0.59
2:C:84:ARG:NH1 2:C:383:ASN:O 2.34 0.59
5:J:224:ASP:0D2 5:J:244:ARG:NH1 2.36 0.59
5:1:178:VAL:HG22 5:1:214:VAL:HG22 1.83 0.58
5:1:281:ASP:0OD2 5:1:381:LYS:NZ 2.35 0.58
1:B:146:ARG:H 1:B:146:ARG:HD2 1.68 0.58
3:F:127:SER:N 3:F:130:ASP:0D2 2.36 0.58
3:F:69:ASN:ND2 3:F:379:ILE:O 2.34 0.58
5:J:80:TYR:O 5:J:84:SER:N 2.36 0.58
1:A:88:ARG:NH2 6:M:28:GLU:OE2 2.37 0.58
1:A:216:GLU:OE2 1:A:251:ARG:NH2 2.37 0.58
3:E:329:TYR:OH 3:E:429:GLU:OE2 2.19 0.58
2:D:380:ARG:NH1 4:(:460:ASN:OD1 2.36 0.58
5:1:240: TYR:OH 5:1:255:ASP:OD1 2.20 0.58
6:L:167:GLU:OE2 6:L:171:'TYR:HB2 2.04 0.58
2:D:204:ILE:N 2:D:272:ASN:OD1 2.37 0.58
4:H:131:ARG:N 4:H:203:SER:O 2.36 0.58
3:F:38:GLU:OE1 3:F:164:ARG:NH2 2.25 0.58
5:1:101:ARG:NH2 5:1:105:SER:OG 2.37 0.58
5:1:242: ASP:0OD1 5:1:245:LYS:N 2.37 0.58
3:E:133:ARG:NH2 3:E:259:ILE:O 2.36 0.58
3:E:239:ASP:0OD1 3:E:240:ALA:N 2.37 0.58
1:A:28:GLN:OE1 1:A:28:GLN:N 2.37 0.58
4:H:258:VAL:O 4:H:262: THR:HG22 2.04 0.58
2:D:166:GLY:H 2:D:167:-MET:HE3 1.69 0.58
4:H:238:LEU:HA 4:H:241:LYS:HB2 1.86 0.58
5:J:169:ARG:NH1 5:J:216:ASN:O 2.37 0.58
3:F:162:LYS:NZ 3:F:316:ASP:0D2 2.37 0.57
3:F:327:PRO:HA 3:F:331:GLU:HB2 1.86 0.57
4:G:185: THR:0G1 4:G:186:LEU:N 2.33 0.57
4:H:131:ARG:NH1 4:H:203:SER:OG 2.37 0.57
2:C:281:ILE:HG12 | 2:C:287:LEU:HD22 1.86 0.57
3:F:101:ASN:HA 3:F:104:LEU:HB2 1.85 0.57
2:D:349:GLU:HB3 | 4:H:322: THR:HG23 1.84 0.57
3:F:95:GLU:N 3:F:95:GLU:OE2 2.28 0.57
1:A:161:ARG:HD3 5:J:323:ARG:HA 1.84 0.57
1:A:142:HIS:NE2 1:A:224:ILE:O 2.28 0.57
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4:G:403:ASN:ND2 4:G:407:ASP:O 2.38 0.57
2:C:287:LEU:HD11 | 2:C:309:VAL:HG21 1.87 0.57
2:D:310:CYS:HA 2:D:367:1LE:HB 1.86 0.57
1:A:21:GLN:HA 1:A:24:.LYS:HB2 1.87 0.57
2:D:18:ALA:O 2:D:22:SER:OG 2.18 0.57
6:1:49:GLU:HA 6:L:87:ARG:HD2 1.85 0.57
2:D:287:LEU.HB2 2:D:358:ILE:HG13 1.87 0.57
3:E:418:GLN:O 3:E:435:ARG:HA 2.04 0.57
3:F:222.MET:HG3 | 3:F:225:LEU:HD12 1.87 0.57
3:F:331:GLU:N 3:F:331:GLU:OE1 2.37 0.57
5:1:19:GLN:OE1 5:I:120: THR:N 2.36 0.57
5:1:130: VAL:HG11 5:1:223:1ILE:HD11 1.86 0.57
5:J:16:HIS:ND1 5:J:64:GLN:OE1 2.38 0.57
1:B:227:PHE:N 1:B:309:ASP:0OD2 2.36 0.57
3:E:334:LYS:O 3:E:338:LYS:N 2.35 0.57
3:E:69:ASN:ND2 3:E:379:ILE:O 2.23 0.57
2:C:331:SER:OG 2:C:332:SER:N 2.36 0.56
2:C:50: THR:OG1 2:C:51:VAL:N 2.37 0.56
5:1:150:ASP:OD2 5:1:260:LYS:NZ 2.37 0.56
5:J:178:VAL:HG22 | 5:J:214:VAL:HG22 1.86 0.56
4:G:393:ASN:OD1 4:G:394:GLU:N 2.29 0.56
4:H:270:VAL:H 4:H:337:THR:HG22 1.70 0.56
4:H:378:SER:.OG 4:H:446:GLU:OE2 2.19 0.56
5:J:132:SER:HB2 5:J:271:ALA:HA 1.86 0.56
2:C:359:PRO:HG2 | 2:C:362:LEU:HD13 1.86 0.56
4:G:329:LEU:HG 4:G:364:LEU:HD12 1.87 0.56
2:C:199:LEU:HD21 | 2:C:218:LEU:HD23 1.87 0.56
3:F:160:LEU:O 3:F:164:ARG:N 2.32 0.56
5:J:180:ASP:0OD2 5:J:209:HIS:ND1 2.25 0.56
3:E:320:CYS:SG 3:E:321:SER:N 277 0.56
1:B:125:ILE:HD13 | 1:B:243:VAL:HG21 1.88 0.56
2:C:215:GLU:OE2 2:C:248:ARG:NE 2.34 0.56
2:D:61:VAL:O 2:D:65:LEU:N 2.31 0.56
3:E:351:SER:HB2 3:E:355:LEU:HD11 1.86 0.56
3:E:51:LEU:HD11 3:E:328:ASN:HA 1.88 0.56
4:G:269:ASP:OD1 4:G:338:LYS:NZ 2.38 0.56
6:L:93:ASP:HA 6:1:96:LYS:HB3 1.87 0.56
6:M:147:SER:HB?2 6:M:169:LYS:HG3 1.87 0.56
2:D:369:ASN:OD1 2:D:369:ASN:N 2.39 0.56
2:C:200:HIS:HE2 4:H:391:VAL:HG23 1.71 0.56
4:H:300:ASP:OD1 4:H:301:SER:N 2.37 0.56

Continued on next page...



Page 23

Full wwPDB X-ray Structure Validation Report

6JLY

Continued from previous page...

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

3:F:121:ILE:HD12 3:F:121:ILE:H 1.70 0.56
5:1:363:ASP:OD1 5:1:364:SER:OG 2.22 0.56
3:E:110:GLY:O 3:E:111:HIS:ND1 2.38 0.56
6:L:50:LEU:HD13 6:L:52:ARG:HG3 1.88 0.56
2:D:278: THR:0G1 2:D:279:HIS:N 2.39 0.56
6:M:131:TRP:O 6:M:135:ARG:N 2.37 0.56
3:E:194:GLN:OE1 3:E:239:ASP:N 2.39 0.55
3:F:149:ASP:HB2 3:F:327:PRO:HG2 1.87 0.55
5:J:186:CYS:HB2 5:J:263:CYS:SG 2.47 0.55
6:M:6:ARG:NH2 6:M:9:GLU:O 2.38 0.55
2:D:323:ASP:0OD1 2:D:326:SER:N 2.39 0.55
5:1:389:LYS:HB2 5:1:407:VAL:HG23 1.89 0.55
3:F:363:ASN:OD1 3:F:364:GLU:N 2.38 0.55
6:L:139:HIS:HB3 6:L:142:GLU:HB2 1.87 0.55
4:H:178:TYR:OH 4:H:189:HIS:ND1 2.35 0.55
1:B:201:MET:HA 1:B:204:VAL:HG12 1.89 0.55
3:F:429:GLU:OE1 3:F:429:GLU:N 2.39 0.55
6:L:61:LEU:HD13 6:L:63:ARG:HH?21 1.71 0.55
1:A:62:LEU:O 1:A:66:SER:OG 2.23 0.55
5:J:16:HIS:O 5:J:64:GLN:NE2 2.38 0.55
5:J:142:GLU:OE2 5:J:264:HIS:ND1 2.40 0.55
1:A:77:ILE:O 1:A:81:ALA:N 2.37 0.55
2:C:258:VAL:HB 4:G:427:LEU.HG 1.89 0.55
3:F:31:GLN:HG2 3:F:86: THR:HG21 1.89 0.55
5:1:428:GLN:OE1 5:1:428:GLN:N 2.40 0.55
1:B:271:ASP:OD1 5:J:323:ARG:NH2 2.40 0.55
1:B:21:GLN:O 1:B:25:LYS:N 2.29 0.54
1:B:34: THR:HG22 1:B:36:PRO:HD2 1.88 0.54
5:1:427:SER:HG 5:1:428:GLN:H 1.54 0.54
5:J:29:'TYR:HA 5:J:32: ARG:HD3 1.89 0.54
1:A:258:TYR:CZ 1:B:202:ASN:HB2 2.42 0.54
3:E:381:LYS:N 3:E:398:ASP:0OD1 2.36 0.54
3:F:391:VAL:HG13 3:F:394:SER:HB2 1.89 0.54
3:F:119:PRO:HG2 3:F:122:LEU:HG 1.90 0.54
3:F:133:ARG:NH1 3:F:256:LYS:O 2.34 0.54
5:1:147:ARG:NH1 5:1:153:ALA:O 2.41 0.54
5:1:101:ARG:NH1 5:1:103:SER.:O 2.40 0.54
3:E:331:GLU:OE1 3:E:331:GLU:N 2.41 0.54
3:F:155:PRO:O 3:F:158: THR:OG1 2.26 0.54
2:C:27:GLY:N 2:C:72:GLU:OE1 2.40 0.54
6:L:129:ILE:HD12 6:L:157:ILE:HD12 1.89 0.54
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1:B:212:GLU:HB2 1:B:222:ASN:HA 1.89 0.54
3:E:284:ASN:OD1 3:E:284:ASN:N 2.40 0.54
1:A:22:VAL:HG12 1:A:26:PHE:CZ 2.43 0.54
1:B:314:GLU:OE1 1:B:314:GLU:N 2.36 0.54
5:1:316:GLU:OE1 5:1:335:ALA:N 2.40 0.54
5:1:85:LYS:HA 5:1:88:LEU:HD13 1.88 0.54
2:C:380:ARG:NH1 2:C:384:ASP:0OD2 2.41 0.54
3:E:51:LEU:O 3:E:55: THR:0G1 2.26 0.54
4:H:151:LYS:O 4:H:155:TYR:HB2 2.08 0.54
3:E:303:SER:HA 4:H:173:1LE:HD11 1.90 0.54
1:A:146:ARG:H 1:A:146:ARG:HD2 1.72 0.54
2:D:178:GLN:NE2 2:D:182:ASP:OD1 2.41 0.54
2:D:313:ILE:HD11 2:D:381:1LE:HG21 1.89 0.54
5:1:65:GLU:OE2 5:1:67:'TYR:OH 2.13 0.54
6:L:97:CYS:O 6:L:101:TYR:N 2.41 0.54
1:B:134:ARG:O 1:B:137:SER:.OG 2.17 0.53
3:E:40:GLN:NE2 3:E:138:LEU:O 2.35 0.53
3:F:362:VAL:HG22 3:F:379:ILE:HB 1.89 0.53
5:J:47:ASN:ND2 5:J:350:ILE:O 2.32 0.53
5:J:127:SER:O 5:J:273:ARG:NH2 2.36 0.53
5:J:324:SER:OG 5:J:342: ALA:N 2.40 0.53
1:A:182:LEU:HD22 | 1:A:187:ILE:HD11 1.89 0.53
2:C:340:ASN:O 2:C:342:GLY:N 2.42 0.53
5:J:364:SER:O 5:J:364:SER:.OG 2.24 0.53
1:B:145:SER.OG 1:B:148:VAL:HG12 2.08 0.53
2:D:99:GLU:OE2 2:D:100:ASN:ND2 2.41 0.53
2:D:365:LEU:HD13 | 4:G:385:ILE:HG12 1.90 0.53
5:J:101:ARG:NH1 5:J:112:GLU:OE1 2.42 0.53
5:J:316:GLU:OE1 5:J:335:ALA:N 2.42 0.53
2:D:233:GLU:O 2:D:235:PHE:N 2.41 0.53
1:A:303:ARG:NH2 1:B:289:ASP:0D2 2.41 0.53
2:D:19:ASP:HA 2:D:24:LYS:HD?2 1.91 0.53
3:F:61:PRO:HD2 3:F:64:LEU.HB2 1.89 0.93
4:G:163:ARG:HH12 | 4:G:205:ARG:NH2 2.06 0.53
1:A:44:VAL:HG23 | 1:A:108:VAL:HG13 1.90 0.53
5I1:104:LEU:HD11 5:1:109:ALA:HB2 1.91 0.53
5:1:73:HIS:HB3 5:1:76:GLN:HB3 1.90 0.53
5:J:226:CYS:HB3 5:J:230: VAL:HG21 1.90 0.53
2:D:199:LEU:O 2:D:225:ARG:NH1 2.40 0.53
5:1:111:ARG:NH2 5:1:240:TYR:O 2.38 0.53
5:1:290:ARG:NH2 5:1:298:ASP:0OD2 2.42 0.53

Continued on next page...




Page 25

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
2:C:239:GLN:NE2 4:G:404:MET:O 2.41 0.53
2:C:297:ALA:HB1 | 2:C:362:LEU:HD23 1.91 0.53
3:F:124:ASP:N 3:F:124:ASP:OD1 2.40 0.53
3:F:418:GLN:N 3:F:434:HIS:O 2.40 0.53
5:1:147:ARG:NH1 5:1:151:LYS:O 2.39 0.53
3:E:347:ASP:0OD1 3:E:347:ASP:N 2.41 0.52
3:E:354:ALA:O 3:E:371:ASN:N 2.35 0.52
1:A:223:GLN:O 1:A:226: THR:OG1 2.27 0.52
5:J:57:PHE:CZ 5:J:136:LEU:HD21 2.44 0.52
4:G:244:SER:HA 4:G:247:ARG:HG2 1.91 0.52
5:1:173:GLU:OE1 5:1:275:ARG:NH2 2.42 0.52
4:H:201:LEU:O 4:H:204:THR:0G1 2.27 0.52
2:D:184:LEU:O 2:D:186:LYS:N 2.39 0.52
6:M:10:ASN:ND2 6:M:14:GLU:OE2 2.39 0.52
2:C:280:ALA:HA 2:C:315:LYS:HB3 1.92 0.52
2:D:90:TYR:O 2:D:94:.LEU:N 2.41 0.52
5:1:339:VAL:HA 5:1:356:1LE:HB 1.92 0.52
3:E:268:PRO:HA 3:E:271:VAL:HG12 1.90 0.52
2:D:292:GLY:HA3 4:H:327:SER:HB2 1.91 0.52
1:A:30:ASP:OD1 1:A:32:GLU:HG2 2.08 0.52
1:A:220:LEU:O 1:A:310:VAL:HA 2.10 0.52
4:G:229:LEU:HD23 | 4:G:233:GLU:HB3 1.92 0.52
2:D:239:GLN:OE1 4:H:302:ARG:NH1 2.42 0.52
4:H:410:GLU:HG3 4:H:412:LYS:HG3 1.91 0.52
6:L:42:GLU:N 6:L:42:GLU:OE1 2.34 0.52
1:A:61:ILE:O 1:A:65:GLY:N 2.43 0.52
2:D:36:ALA:HB3 2:D:181:1LE:HD11 1.90 0.52
1:A:169:SER:O 1:A:173:GLY:N 2.42 0.52
1:B:66:SER:O 1:B:70:LYS:N 2.42 0.52
5:J:124.1LE:HG22 5:J:225:1LE:HG12 1.91 0.52
6:M:6:ARG:NE 6:M:8:TYR:O 2.40 0.52
1:A:40:ILE:O 1:A:44:VAL:HG12 2.10 0.51
3:E:303:SER:OG 3:E:304:SER:N 2.42 0.51
5:1:224:ASP:0OD2 5:1:244:ARG:NH1 2.43 0.51
2:C:215:GLU:O 2:C:219:ARG:HG3 2.10 0.51
2:C:287:LEU:HB2 2:C:358:ILE:HG13 1.93 0.51
2:C:40:ARG:HH21 2:C:178:GLN:HB2 1.74 0.51
5:1:132:SER:OG 5:1:133:ASN:N 2.43 0.51
1:B:259:ASP:OD1 4:H:266:GLN:NE2 2.44 0.51
3:E:241:HIS:O 3:E:241:HIS:ND1 2.43 0.51
5:1:127:SER:O 5:1:127:SER:OG 2.29 0.51
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5:1:396:1LE:HG22 5:1:397:GLU:H 1.75 0.51
1:A:34:THR:OG1 1:A:35:MET:N 2.44 0.51
2:C:84:ARG:HA 2:C:87:ARG:HD2 1.91 0.51
3:E:94:GLU:HA 3:E:118:ALA:HBI1 1.92 0.51
4:H:105:THR:O 4:H:105:THR:OG1 2.27 0.51
4:H:376:CYS:SG 4:H:377:GLU:N 2.83 0.51
6:L:19:VAL:HG11 6:L:35:LEU:HD23 1.91 0.51
2:C:169:MET:O 2:C:173:ILE:HG12 2.11 0.51
5:1:25:ASP:H 5:1:40:ARG:HH22 1.58 0.51
1:A:55:ILE:N 6:M:83:ASP:0D2 2.39 0.51
1:A:257:GLN:HG3 1:A:258: TYR:CZ 2.46 0.51
1:B:93:SER:O 1:B:106:HIS:NE2 2.44 0.51
5:J:384:LEU:HA 5:J:402: VAL:HG22 1.92 0.51
2:D:48: TRP:HZ3 2:D:170:ARG:HH21 1.57 0.51
5:1:239:ASP:0OD1 5:1:239:ASP:N 2.43 0.51
6:M:108:HIS:O 6:M:112:ARG:N 2.31 0.51
6:M:63:ARG:HD3 6:M:66:LYS:HD3 1.92 0.51
1:A:125:ILE:HD13 | 1:A:243:VAL:HG23 1.93 0.51
1:A:243:VAL:HA 1:A:320:ILE:HG23 1.93 0.51
1:B:204:VAL:HG22 1:B:206:LEU:H 1.76 0.51
3:F:342:GLU:N 3:F:342:GLU:OFE1 2.43 0.51
2:D:382:MET:O 2:D:386:TYR:N 2.30 0.51
3:E:142:ASP:OD1 3:E:247:HIS:N 2.42 0.51
3:E:420:GLY:N 3:E:436:VAL:O 2.42 0.51
3:E:428:CYS:SG 3:E:444:GLY:N 2.84 0.51
5:1:324:SER:OG 5:1:342:ALA:N 2.43 0.51
3:F:144:VAL:HG22 | 3:F:244:VAL:HG22 1.93 0.51
5:J:78: ARG:HG2 5:J:82:GLU:HG3 1.93 0.51
6:M:95:1LE:O 6:M:99:GLU:N 2.38 0.51
2:C:172:VAL:O 2:C:176:GLY:N 2.33 0.50
3:F:358:ALA:C 3:F:360:CYS:H 2.13 0.50
4:H:262: THR:HA 4:H:265:1LE:HG13 1.93 0.50
4:H:311:LEU:HD22 | 4:H:323:TYR:HB2 1.92 0.50
1:B:220:LEU:O 1:B:310:VAL:HA 2.11 0.50
2:C:315:LYS:NZ 7:C:401:PO4:02 2.44 0.50
3:E:371:ASN:O 3:E:388:GLY:N 2.44 0.50
3:E:95:GLU:OE2 3:E:95:GLU:N 2.30 0.50
5:1:57:PHE:CZ 5:1:136:LEU:HD11 2.47 0.50
5:1:159:VAL:HB 5:1:218:LEU:HD12 1.93 0.50
6:M:103:LYS:HD2 6:M:141:TYR:CD1 2.46 0.50
1:B:43:LEU:HD12 1:B:86:PHE:HD2 1.76 0.50
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4:G:208:SER:HB2 4:G:344:HIS:CE1 2.46 0.50
6:M:97:CYS:HA 6:M:100:LYS:HB2 1.93 0.50
4:G:271:ILE:HG22 4:(::338:LYS:HB2 1.94 0.50
5:1:180:ASP:OD2 5:1:209:HIS:ND1 2.37 0.50
3:E:271:VAL:N 3:E:315:LYS:HZ1 2.09 0.50
3:F:110:GLY:O 3:F:111:HIS:ND1 2.44 0.50
3:F:241:HIS:ND1 3:F:241:HIS:O 2.44 0.50
5:1:80: TYR:O 5:1:84:SER:N 2.44 0.50
3:E:370:ASP:N 3:E:370:ASP:OD1 2.44 0.50
3:F:271:VAL:N 3:F:315:LYS:HZ1 2.09 0.50
3:F:370:ASP:OD1 3:F:370:ASP:N 2.45 0.50
3:F:394:SER:OG 3:F:408:LEU:O 2.24 0.50
4:H:308:ARG:NH2 | 4:H:406:VAL:HG22 2.27 0.50
6:L:126:TYR:HB3 6:L:131: TRP:CE2 2.47 0.50
5:1:300:ASN:OD1 5:1:306:PHE:N 2.31 0.50
3:E:101:ASN:O 3:E:105:ARG:N 2.39 0.50
3:E:230:ARG:NH?2 5:J:213:GLU:OE2 2.30 0.50
5:J:428:GLN:OE1 5:J:428: GLN:N 2.45 0.50
1:B:139:ILE:HB 1:B:164:VAL:HG22 1.93 0.50
3:F:146:LEU:HD22 | 3:F:242:1LE:HG12 1.94 0.50
5:1:392: ASN:N 5:1:410:ASP:OD2 2.43 0.50
1:A:328:SER:OG 1:A:331:GLY:N 2.34 0.49
1:B:36:PRO:HB3 1:B:79:LEU:HA 1.93 0.49
3:E:121:1LE:H 3:E:121:1LE:HD12 1.75 0.49
4:G:252:ILE:O 4:G:256:VAL:HG23 2.11 0.49
4:G:304:GLU:O 4:G:306:GLU:N 2.45 0.49
3:E:220:PHE:HB3 5:J:199:VAL:HB 1.94 0.49
1:B:76:ASN:OD1 1:B:78:SER:OG 2.20 0.49
2:D:330:LEU:HD23 2:D:353:PRO:HA 1.94 0.49
3:E:259:ILE:HG21 | 3:E:266:LEU:HD23 1.94 0.49
3:E:284:ASN:HB2 3:E:288: PHE:CE2 2.47 0.49
3:F:139:ILE:HG22 3:F:247:HIS:CD2 2.47 0.49
5:J:358:SER:O 5:J:376:ASN:N 2.44 0.49
1:A:18:ASP:O 1:A:21:GLN:HG2 2.13 0.49
1:B:61:ILE:O 1:B:65:GLY:N 2.46 0.49
4:G:131:ARG:N 4:G:203:SER:O 2.44 0.49
4:G:311:LEU:HD22 | 4:G:323:TYR:HB2 1.93 0.49
2:C:344:LEU:HD23 | 4:G:311:LEU:HD23 1.95 0.49
1:A:314:GLU:N 1:A:314:GLU:OFE1 2.37 0.49
1:A:202:ASN:HB3 1:B:258:TYR:CZ 2.48 0.49
4:H:269:ASP:0D2 4:H:338:LYS:NZ 2.38 0.49
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Atom-1 Atom-2 distance (A) | overlap (A)

5:J:210:GLU:OE1 5:J:210:GLU:N 2.45 0.49
6:L:106: THR:O 6:L:110:ILE:HG13 2.13 0.49
1:A:220:LEU:HB2 1:A:311: THR:HB 1.94 0.49
4:G:403:ASN:HA 4:G:412:LYS:HB3 1.93 0.49
3:E:38:GLU:OE1 3:E:164:ARG:NH2 2.29 0.49
4:H:252:ILE:O 4:H:256:VAL:HG23 2.13 0.49
5:1:384:LEU:HA 5:1:402: VAL:HG22 1.94 0.49
5:J:71:CYS:SG 5:J:104:LEU:HB2 2.53 0.49
6:L:126: TYR:HB3 6:L:131: TRP:CD2 2.47 0.49
3:F:447:-LEU:HD12 3:F:448:VAL:H 1.77 0.49
5:1:222:GLN:HA 5:1:244: ARG:NH2 2.27 0.49
5:J:242:ASP:0OD1 5:J:244:ARG:N 2.45 0.49
6:M:162:LYS:HG3 | 6:M:165:LEU:HD22 1.95 0.49
3:F:381:LYS:N 3:F:398:ASP:0OD1 2.39 0.49
4:H:447-MET:SD 4:H:447-MET:N 2.86 0.49
5:1:162:ALA:O 5:1:217:ASP:HB2 2.11 0.49
6:L:76:ASP:0OD1 6:L:78:GLU:HG2 2.12 0.49
1:A:65:GLY:O 1:A:68: THR:OG1 2.26 0.49
1:A:73:VAL:O 1:A:75:ASN:N 2.45 0.49
1:A:93:SER:O 1:A:106:HIS:NE2 2.46 0.49
2:D:230:1LE:HG21 2:D:267:ILE:HD12 1.95 0.49
4:H:348:SER:HB3 4:H:456:PRO:HB3 1.95 0.49
6:M:21:VAL:N 6:M:68:ASP:O 2.31 0.49
1:A:83:CYS:O 1:A:87:GLN:HG3 2.13 0.49
6:L:131:TRP:O 6:L:135:ARG:N 2.43 0.49
1:B:105:ARG:O 1:B:109:GLU:HB2 2.13 0.48
1:A:272:PRO:HB2 1:B:186:CYS:HA 1.95 0.48
3:E:400:1LE:HG22 3:E:417:ALA:N 2.28 0.48
3:F:48:GLY:HA2 3:F:62:LYS:HD?2 1.94 0.48
5:1:160:ARG:NH2 5:1:269:ASN:O 2.42 0.48
1:A:160:VAL:HG23 | 1:A:162:PHE:HE1 1.78 0.48
1:A:212:GLU:HB2 1:A:222:ASN:HA 1.95 0.48
1:A:170:ARG:HB3 | 1:B:193:LEU:HD13 1.96 0.48
1:B:243:VAL:HA 1:B:320:ILE:HB 1.96 0.48
3:E:67:ILE:HA 3:E:336:.1LE:HG12 1.94 0.48
4:H:178:TYR:HH 4:H:189:HIS:HD1 1.53 0.48
1:A:266:1ILE:HG23 1:A:267:LEU:HG 1.95 0.48
1:B:36:PRO:O 1:B:40:ILE:HG13 2.13 0.48
3:F:235:THR:HG21 5:1:206:PHE:HB3 1.95 0.48
4:G:354:SER:HB3 | 4:G:358: THR:HG21 1.95 0.48
1:A:87:GLN:O 1:A:91:THR:HG22 2.14 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
3:E:413:VAL:HG12 3:E:430:ILE:HB 1.94 0.48
4:G:171:PHE:O 4:G:175:ILE:HG13 2.13 0.48
1:A:258: TYR:CE2 1:B:202:ASN:HB2 2.49 0.48
3:E:379:ILE:HG12 | 3:E:396:LEU:HD22 1.95 0.48
5:1:341:ASP:O 5:1:359:ASN:N 2.42 0.48
6:L:146:LEU:HA 6:L:149:ILE:HG12 1.94 0.48
6:M:99:GLU:O 6:M:103:LYS:HG3 2.13 0.48
1:A:201:MET:O 1:A:204:VAL:HG22 2.14 0.48
4:H:304:GLU:O 4:H:306:GLU:N 2.46 0.48
5:1:222:GLN:HA 5:1:244: ARG:HH?21 1.77 0.48
2:C:307:VAL:HB 2:C:363:VAL:HA 1.95 0.48
5:J:305: THR:OG1 5:J:316:GLU:HG2 2.13 0.48
6:L:29:MET:HA 6:L:47:LEU:HD12 1.94 0.48
4:H:311:LEU:O 4:H:315:THR:0G1 2.27 0.48
5:J:239:ASP:0OD1 5:J:239:ASP:N 2.46 0.48
2:D:243:HIS:HB3 4:H:416:LEU:HD21 1.95 0.48
3:F:189:GLU:O 3:F:192:ALA:N 2.45 0.48
5:J:130: VAL:HA 5:J:273:ARG:HA 1.95 0.48
1:B:40:ILE:O 1:B:44:VAL:HG23 2.14 0.48
2:D:215:GLU:OE2 2:D:248:ARG:NE 2.31 0.48
3:E:132:LEU:H 3:E:132:LEU:HD23 1.78 0.48
3:F:379:ILE:HG12 3:F:396:LEU:HB2 1.95 0.48
4:G:449:LEU:H 4:G:449:LEU:HD12 1.78 0.48
5:1:306:PHE:CD1 5:1:316:GLU:HG3 2.48 0.48
2:C:264:1ILE:HD13 | 2:C:296:VAL:HG22 1.95 0.47
3:E:144:VAL:HG22 | 3:E:244:VAL:HG22 1.96 0.47
5:1:31:PHE:HD2 5:1:40:ARG:HG3 1.79 0.47
5:J:18:LEU:HD13 5:J:19:GLN:N 2.29 0.47
6:M:122:LEU:O 6:M:124:GLU:N 2.42 0.47
6:M:14:GLU:N 6:M:17:ASP:0D2 2.46 0.47
1:A:197:VAL:N 1:B:228: GLN:HE22 2.12 0.47
2:C:244:ALA:O 2:C:248:ARG:HG3 2.13 0.47
4:G:157:ILE:HG21 | 4:G:309:VAL:HG21 1.96 0.47
5:1:292:VAL:O 5:1:295:PHE:N 2.46 0.47
5:J:332:LEU:HD?22 5:J:349:1LE:HG23 1.95 0.47
1:A:96:ASP:0D2 6:M:74:ARG:NE 2.47 0.47
2:D:274:.VAL:HG12 2:D:306:PRO:O 2.14 0.47
3:E:340: THR:N 3:E:341:PRO:HD2 2.28 0.47
2:D:225:ARG:HD3 4:G:118:LYS:HZ2 1.79 0.47
3:E:123:ASP:HB2 3:E:126:LYS:HG2 1.97 0.47
3:F:371:ASN:O 3:F:388:GLY:N 2.45 0.47
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4:G:110:GLN:OE1 | 4:G:129:ARG:NH2 2.34 0.47
3:E:32:LEU:HD22 4:H:179:GLN:NE2 2.28 0.47
5:J:401:ILE:HD13 5:J:419:ARG:HG2 1.95 0.47
1:B:134:ARG:HA 1:B:134:ARG:HD3 1.71 0.47
4:G:108:ASN:O 4:G:112:LYS:N 2.48 0.47
4:H:348:SER:OG 4:H:382: THR:O 2.31 0.47
5:J:409:GLY:H 5:J:434:PRO:HD3 1.80 0.47
3:F:340: THR:N 3:F:341:PRO:HD2 2.29 0.47
5:1:189: TYR:CE2 5:1:244: ARG:HG3 2.50 0.47
5:J:38:LYS:HG2 5:J:76:GLN:HE22 1.79 0.47
1:A:121:CYS:HB2 1:A:322:ASP:HB3 1.96 0.47
2:C:313:ILE:HD11 2:C:381:ILE:HG21 1.97 0.47
4:G:376:CYS:SG 4:G:377:GLU:N 2.88 0.47
5:1:337: THR:OG1 5:1:354:CYS:N 2.44 0.47
5:1:47:ASN:ND2 5:1:350:ILE: O 2.31 0.47
5:J:108:ASP:0OD1 5:J:111:ARG:NH2 2.43 0.47
1:A:267:LEU:N 1:A:304:ASN:OD1 2.47 0.47
2:D:194:GLN:HE22 | 2:D:371:GLY:HA2 1.80 0.47
3:E:420:GLY:HA3 3:E:437:GLU:HA 1.96 0.47
4:G:447:MET:N 4:G:447:MET:SD 2.88 0.47
5:1:71:CYS:SG 5:1:104:LEU:HB2 2.55 0.47
5:1:55:PHE:HB3 5:1:86:TRP:CZ2 2.50 0.47
6:M:21:VAL:HG23 6:M:34:LYS:O 2.14 0.47
2:C:5:ASN:OD1 2:C:6:VAL:N 2.48 0.47
5:1:91:SER:OG 5:1:93:PHE:O 2.32 0.47
6:L:90:SER:HG 6:L:91:SER:N 2.12 0.47
1:A:222: ASN:HB3 1:A:226: THR:OG1 2.15 0.47
1:B:138:VAL:HG13 1:B:205:ASP:H 1.79 0.47
2:D:184:LEU:O 2:D:187:ILE:HG12 2.15 0.47
2:D:309:VAL:O 2:D:367:ILE:N 2.43 0.47
4:H:273: THR:OG1 4:H:274:TYR:N 2.47 0.47
5:1:100:SER:OG 5:1:101:ARG:N 2.47 0.47
5:1:405:GLY:O 5:1:407:VAL:N 2.47 0.47
6:1:93:ASP:OD1 6:1:93:ASP:N 2.48 0.47
6:M:46:LEU:HG 6:M:47:-LEU:O 2.14 0.47
2:C:282:.LEU:HD12 | 2:C:321:PRO:HB3 1.97 0.47
2:D:201:SER:H 4:G:118:LYS:NZ 2.13 0.47
4::446:GLU:HG2 4:G:447:MET:SD 2.55 0.47
1:A:210:GLY:O 1:A:222:ASN:ND2 2.48 0.46
1:B:197:VAL:HG11 1:B:229:LEU:HB3 1.96 0.46
3:F:206:LEU:HD23 | 3:F:224.LEU:HD11 1.97 0.46
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4:G:286:HIS:O 4:G:290:VAL:HG23 2.15 0.46
1:A:136:GLY:N 1:A:161:ARG:O 2.36 0.46
1:B:142:HIS:H 1:B:209:VAL:HG12 1.78 0.46
1:B:43:LEU:HD12 1:B:86:PHE:CD2 2.50 0.46
3:F:177:VAL:HG12 3:F:238:SER:HB3 1.97 0.46
4:G:160:SER:OG 7:G:501:P0O4:01 2.27 0.46
5:1:152:ASN:HB3 5:1:259:LYS:HA 1.97 0.46
5:1:363:ASP:O 5:1:380:GLY:HA2 2.15 0.46
5:J:54: THR:OG1 5:J:130:VAL:N 2.39 0.46
6:M:22:ASN:HA 6:M:67:ASN:HA 1.97 0.46
1:B:166:VAL:HG23 | 1:B:191:MET:HG2 1.96 0.46
1:B:92:ARG:HD3 1:B:341:LEU:HG 1.96 0.46
2:C:167:MET:HG2 2:C:168:ASP:H 1.79 0.46
2:C:328:ILE:O 2:C:328:ILE:HD12 2.16 0.46
2:D:172:VAL:O 2:D:176:GLY:N 2.46 0.46
4:H:411:GLU:H 4:H:411:GLU:CD 2.17 0.46
5:J:38:LYS:HD?2 5:J:386:ASN:HD21 1.80 0.46
1:A:264:ARG:NH2 1:A:303:ARG:O 2.40 0.46
1:A:62:LEU:HD12 1:A:63:GLN:N 2.31 0.46
2:C:84:ARG:NE 2:C:88:GLU:OE2 2.49 0.46
3:E:195:LEU:HD11 | 3:E:233:LEU:HD23 1.98 0.46
3:F:246:LYS:O 3:F:249:VAL:HG12 2.15 0.46
5:J:249:TYR:CZ 5:J:253: THR:HG21 2.51 0.46
1:A:225:GLY:HA2 1:A:228:GLN:HB2 1.98 0.46
1:B:132:LEU:HD23 1:B:132:.LEU:HA 1.75 0.46
1:B:83:CYS:0O 1:B:87:GLN:HG3 2.15 0.46
3:E:343:GLN:OE1 3:E:344:ARG:N 2.34 0.46
3:E:429:GLU:OE1 3:E:429:GLU:N 2.49 0.46
4:G:226:ASP:N 4:G:226:ASP:0OD1 2.36 0.46
4:H:243:ASP:O 4:H:247:ARG:HG3 2.15 0.46
5:1:105:SER:OG 5:1:108:ASP:0OD2 2.33 0.46
5:I:154:.1ILE:HD11 5:1:259:LYS:HD3 1.98 0.46
6:L:23:VAL:HA 6:L:33:VAL:HG12 1.96 0.46
6:L:93:ASP:HA 6:L:96:LYS:HE?2 1.97 0.46
1:A:171:PRO:HB2 1:B:291:1LE:HG23 1.98 0.46
1:B:139:ILE:HA 1:B:206:LEU:O 2.16 0.46
1:B:216:GLU:HG3 | 1:B:336:LEU:HD23 1.97 0.46
2:C:101:GLU:HG2 2:C:103:LEU:HG 1.98 0.46
2:C:274:VAL:HG13 2:C:307:VAL:HA 1.97 0.46
3:F:268:PRO:HA 3:F:271:VAL:HG12 1.95 0.46
3:F:66:PRO:HA 3:F:71:PRO:HA 1.98 0.46
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4:H:254:GLY:O 4:H:258:VAL:HG12 2.16 0.46
5:1:106: VAL:HG12 5:1:107:GLY:H 1.81 0.46
1:B:267:LEU:N 1:B:304:ASN:OD1 2.49 0.46
2:D:54:LEU:O 2:D:57:THR:0G1 2.30 0.46
3:E:277:LYS:HD2 3:E:278:SER:N 2.31 0.46
3:E:385:ILE:HA 3:E:402:VAL:HG13 1.98 0.46
5:1:418:LYS:HD?2 5:1:418:LYS:HA 1.59 0.46
5:1:40:ARG:O 5:1:43:LEU:HG 2.15 0.46
5:J:276:SER:HB2 5:J:279: THR:HG23 1.98 0.46
5:J:320:VAL:HG11 5:J:338:LYS:HD?2 1.98 0.46
5:J:379:ILE:HA 5:J:396:1LE:HG23 1.97 0.46
1:B:104:LYS:O 1:B:108:VAL:HG12 2.16 0.46
1:B:92:ARG:NH2 1:B:339:LEU:O 2.48 0.46
3:E:209:LYS:HE2 3:E:214:VAL:HB 1.96 0.46
5:J:357:GLY:H 5:J:373:ILE:HG22 1.81 0.46
6:M:35:LEU:HD12 6:M:35:LEU:H 1.81 0.46
2:C:270:ARG:HH11 | 4:G:122:ILE:HG22 1.80 0.46
3:F:369:LYS:HG3 3:F:370:ASP:H 1.81 0.46
4:G:108:ASN:OD1 4:G:108:ASN:N 2.49 0.46
5:J:305: THR:OG1 5:J:317:GLU:N 2.48 0.46
6:L:49:GLU:HG3 6:L:87:ARG:HG2 1.97 0.46
1:B:22:VAL:HG12 1:B:26:PHE:CZ 2.51 0.46
3:E:101:ASN:HA 3:E:104:LEU:HD12 1.98 0.46
3:F:247:HIS:O 3:F:250:1LE:HG22 2.16 0.46
5:1:242:ASP:0OD1 5:1:244:ARG:N 2.49 0.46
1:A:142:HIS:HE1 1:A:169:SER:HA 1.81 0.45
2:D:245:MET:0O 2:D:249:LEU:HG 2.16 0.45
3:E:156:PRO:O 3:E:159:VAL:HG22 2.16 0.45
3:E:447:LEU:HD23 3:E:448:VAL:N 2.31 0.45
3:F:345:LEU:HG 3:F:346:VAL:H 1.81 0.45
1:B:106:HIS:CD2 1:B:110:ASN:HD21 2.35 0.45
2:C:284:ASN:HB3 2:C:320:TYR:CE1 2.51 0.45
2:D:325:GLU:OE1 5:J:310:ARG:NE 2.41 0.45
3:F:271:VAL:HB 3:F:315:LYS:HZ2 1.81 0.45
5:1:42:LEU:HD21 5:1:80: TYR:CD2 2.51 0.45
1:B:62:LEU:HD22 1:B:87:GLN:HG2 1.97 0.45
2:C:284:ASN:O 2:C:360:PRO:HG3 2.17 0.45
3:E:402:VAL:HG23 3:E:419:ILE:CD1 2.41 0.45
3:E:423:SER:O 3:E:424:LYS:HG3 2.17 0.45
2:D:328:ILE:HD12 4:H:331:TYR:CD2 2.52 0.45
5:J:273:ARG:HD3 | 5:J:275:ARG:HH22 1.81 0.45

Continued on next page...




Page 33

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
2:D:284:ASN:O 2:D:360:PRO:HG3 2.16 0.45
2:C:295:LEU:HD11 4:G:327:SER:HA 1.98 0.45
4:H:286:HIS:O 4:H:290:VAL:HG23 2.17 0.45
4:H:160:SER:N 7:H:501:P0O4:01 2.43 0.45
5:J:121:SER:OG 5:J:122:ASP:N 2.48 0.45
5:J:53:TYR:HB3 5:J:131:VAL:HG12 1.99 0.45
5:J:162:ALA:O 5:J:217:ASP:HB2 2.16 0.45
3:E:188:LYS:HD3 3:E:188:LYS:HA 1.67 0.45
3:E:206:LEU:HD13 | 3:E:231:VAL:HG12 1.99 0.45
4:G:187:SER:HB3 | 4:G:225:LEU:HD11 1.97 0.45
2:C:233:GLU:OE2 4:G:302:ARG:HD3 2.17 0.45
5:1:226:CYS:HB3 5:1:230: VAL:HG21 1.97 0.45
2:C:333:PRO:HD3 5:1:290:ARG:HB2 1.98 0.45
1:B:144:PHE:N 1:B:174:SER:OG 2.38 0.45
3:E:180: TYR:HA 3:E:334:LYS:HG3 1.99 0.45
6:L:167:GLU:O 6:L:171:TYR:N 2.50 0.45
6:M:103:LYS:O 6:M:107:VAL:HG23 2.17 0.45
1:A:212:GLU:N 1:A:222:ASN:OD1 2.50 0.45
1:A:224:ILE:HD12 1:A:309:ASP:HB3 1.97 0.45
2:C:259:ILE:HD12 2:C:263: THR:HB 1.98 0.45
3:F:51:LEU:HD11 3:F:328:ASN:HA 1.98 0.45
4:G:220:LEU:O 4:G:224:VAL:HG13 2.17 0.45
5:J:243:ILE:O 5:J:247:PHE:HB3 2.17 0.45
6:1:49:GLU:HB3 6:1:86:LYS:HB3 1.97 0.45
1:A:167:THR:HG22 | 1:A:194:ASP:0OD1 2.16 0.45
3:F:410:SER:OG 3:F:410:SER:O 2.30 0.45
4:H:171:PHE:O 4:H:175:1LE:HG13 2.16 0.45
4:H:185: THR:OG1 4:H:186:LEU:N 2.49 0.45
5:1:39:PRO:HD3 5:1:73:HIS:CG 2.52 0.45
5:J:421: THR:OG1 5:J:422:THR:N 2.50 0.45
1:B:47:LEU:HD13 1:B:107:LEU:HD21 1.99 0.45
2:C:-3:ILE:HD11 2:C:1:MET:HG3 1.99 0.45
5:1:24:SER:C 5:1:26:SER:H 2.20 0.45
5:J:356:ILE:HA 5:J:373:ILE:HB 1.99 0.45
5:1:159:VAL:HG12 5:1:220:ASP:HA 1.99 0.44
5:J:346:ALA:O 5:J:348: THR:OG1 2.33 0.44
6:M:137:PHE:HB2 | 6:M:143:ALA:HB2 1.99 0.44
1:A:70:LYS:NZ 1:A:84:ASP:0OD1 2.42 0.44
2:C:20:LEU:HD23 2:C:20:LEU:HA 1.71 0.44
2:D:287:LEU:HD21 | 2:D:309:VAL:HG21 1.98 0.44
3:E:284:ASN:HB2 3:E:288:PHE:HE?2 1.82 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
4:H:240:GLU:O 4:H:244:SER:OG 2.35 0.44
5:I:51:ILE:O 5:1:55:PHE:N 2.45 0.44
5:J:373:ILE:HD13 5:J:390:1LE:HB 1.98 0.44
1:B:322:ASP:0OD1 1:B:322:ASP:N 2.48 0.44
3:E:147:SER:HB3 3:E:241:HIS:ND1 2.31 0.44
3:E:267:ILE:O 3:E:315:LYS:NZ 2.51 0.44
3:F:188:LYS:O 3:F:190:ILE:N 2.50 0.44
4:H:106:ASP:N 4:H:106:ASP:0OD1 2.50 0.44
4:H:137:ILE:HG13 4:H:137:1LE:H 1.65 0.44
5:J:60:LEU:HD22 5:J:135:PRO:HA 2.00 0.44
1:B:259:ASP:0D2 4:H:264:LYS:NZ 2.29 0.44
2:D:268:MET:HB3 2:D:303:HIS:CE1 2.53 0.44
2:D:90: TYR:CZ 2:D:94.LEU:HD13 2.53 0.44
3:F:127:SER:OG 3:F:128:SER:N 2.48 0.44
3:F:320:CYS:SG 3:F:321:SER:N 2.88 0.44
4:G:109:LEU:O 4:G:113:LYS:HG3 2.16 0.44
5:1:132:SER:OG 5:1:134: VAL:HG12 2.17 0.44
2:C:177:ILE:O 2:C:180:VAL:HG22 2.17 0.44
2:D:317:SER:OG 2:D:319:VAL:HG23 2.18 0.44
2:D:84:ARG:NE 2:D:88:GLU:OE2 2.01 0.44
4:H:418:ASN:O 4:H:422:VAL:HG23 2.18 0.44
6:M:58:1ILE:HB 6:M:60:LYS:HG2 2.00 0.44
1:A:21:GLN:O 1:A:25:LYS:N 2.28 0.44
1:A:191:MET:SD 1:B:297:-MET:HG2 2.57 0.44
2:C:200:HIS:N 2:C:203:GLU:OFE1 2.46 0.44
2:C:225:ARG:HG2 4:H:118:LYS:HD3 1.99 0.44
2:D:46: THR:HG23 2:D:48: TRP:CZ3 2.52 0.44
3:E:128:SER:HB2 3:E:262:1LE:HG13 2.00 0.44
3:E:276:GLN:OE1 3:E:279:PHE:N 2.36 0.44
3:F:169:SER:HB3 3:F:248: TRP:HZ2 1.82 0.44
2:D:376:SER:OG 4:G:453:THR:OG1 2.24 0.44
5:1:30: ARG:HG2 5:1:30:ARG:H 1.62 0.44
5:J:147:ARG:NH1 5:J:151:LYS:O 2.37 0.44
1:B:126:ALA:C 1:B:128:LEU:H 2.20 0.44
3:E:379:ILE:HA 3:E:396:LEU.HB2 2.00 0.44
3:E:410:SER:O 3:E:410:SER:OG 2.25 0.44
3:E:93:MET:SD 3:E:122:LEU:HB3 2.58 0.44
3:F:276:GLN:HE21 3:F:279:PHE:HB2 1.83 0.44
4:G:240:GLU:O 4:G:244:SER:OG 2.29 0.44
2:C:23:ARG:HH11 5:1:293: TYR:HH 1.64 0.44
3:F:259:ILE:HG23 3:F:265:ASP:HB2 1.99 0.44
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Atom-1 Atom-2 distance (A) | overlap (A)
5:1:202:ASP:N 5:1:202:ASP:0OD1 2.49 0.44
5:J:180:ASP:O 5:J:184:SER:N 2.42 0.44
6:L:124:GLU:O 6:L:128: THR:HG23 2.18 0.44
6:M:126:TYR:HB3 | 6:M:131:TRP:CD2 2.53 0.44
1:A:121:CYS:SG 1:A:122:ARG:N 2.91 0.44
3:F:239:ASP:0OD1 3:F:241:HIS:N 2.36 0.44
4:G:175:1LE:H 4:G:175:ILE:HG13 1.64 0.44
4:G:312:LYS:0O 4:G:316:GLU:HG3 2.17 0.44
4:H:208:SER:HB3 4:H:211:MET:SD 2.58 0.44
5:1:243:.1LE:O 5:1:247:PHE:HB3 2.17 0.44
5:J:370:ASP:O 5:J:387:SER:HA 2.18 0.44
5:J:43:LEU:HD12 5:J:50:LEU:HD13 1.99 0.44
1:B:131:PRO:HB2 2:C:322:TYR:CD2 2.52 0.43
2:D:324:LEU:HD12 2:D:324:LEU:H 1.83 0.43
3:E:183:ILE:HG23 3:E:184: THR:H 1.83 0.43
3:F:101:ASN:O 3:F:105:ARG:N 2.35 0.43
5:1:101:ARG:HH22 5:1:105:SER:H 1.66 0.43
5:J:139:VAL:HA 5:J:142:GLU:HB2 2.00 0.43
5:J:294:PRO:O 5:J:296:VAL:N 2.50 0.43
6:L:10:ASN:OD1 6:L:10:ASN:N 2.50 0.43
1:A:114:PHE:O 1:A:118:ALA:N 2.50 0.43
1:A:57:GLU:O 1:A:61:ILE:HG13 2.18 0.43
1:B:215:VAL:HG12 1:B:216:GLU:N 2.33 0.43
2:D:295:LEU:HB3 | 4:H:360:LEU:HD13 1.99 0.43
3:F:358:ALA:O 3:F:360:CYS:N 2.51 0.43
4:G:463:LYS:HD3 4:G:463:LYS:HA 1.81 0.43
4:H:218:.LEU:O 4:H:222:1LE:HG12 2.17 0.43
5:1:24:SER:O 5:1:26:SER:N 2.47 0.43
5:J:279: THR:O 5:J:283:ILE:HG12 2.18 0.43
6:L:112:ARG:HA 6:L:115:ALA:HB3 2.00 0.43
3:E:396:LEU:HA 3:E:413:VAL:HG23 1.99 0.43
4:G:305:PHE:O 4:G:308:ARG:HG2 2.17 0.43
4:H:274:TYR:CE1 4:H:275:LEU:HG 2.52 0.43
5:J:305: THR:HGI1 5:J:317:GLU:N 2.16 0.43
5:J:73:HIS:HB3 5:J:76:GLN:HB3 2.00 0.43
6:L:51:SER:HB3 6:L:63:ARG:HH22 1.83 0.43
6:M:125:LEU:HG 6:M:126: TYR:CD1 2.54 0.43
1:B:217:ASN:HB3 1:B:253:PHE:CE1 2.54 0.43
2:C:340:ASN:ND2 5:1:161:GLU:HG2 2.33 0.43
3:E:221:ARG:HG2 3:E:221:ARG:H 1.51 0.43
3:E:369:LYS:HD2 3:E:386:GLY:HA2 1.99 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)

4:G:147:ARG:O 4:G:151:LYS:HG3 2.18 0.43
5:J:110:LEU:HD12 5:J:234:PHE:CD2 2.54 0.43
1:A:206:LEU:HD22 1:A:207:VAL:H 1.84 0.43
2:C:354:TYR:OH 5:1:293: TYR:OH 2.33 0.43
2:D:235:PHE:CD1 2:D:236:PRO:HA 2.53 0.43
3:E:197:GLY:HA3 3:E:207:TYR:HB3 2.01 0.43
3:E:65:LEU:O 3:E:72:MET:N 2.51 0.43
4:G:339:ILE:HB 4:G:371:PRO:O 2.18 0.43
5:1:170:ALA:HB3 5:1:275:ARG:HH22 1.83 0.43
5:J:347:ASN:O 5:J:347:ASN:ND2 2.49 0.43
5:J:412: THR:HG21 5:J:434:PRO:HB3 2.01 0.43
1:A:163:LYS:HB2 1:B:269:PHE:CD2 2.53 0.43
2:C:250:ALA:HB2 4:G:425:LEU:HB2 2.01 0.43
4:H:381:PHE:CD2 | 4:H:455:VAL:HG13 2.54 0.43
4:H:385:ILE:HD12 4:H:385:ILE:O 2.19 0.43
5:J:31:PHE:O 5:J:35: THR:HG23 2.18 0.43
5:J:338:LYS:HB3 5:J:338:LYS:HE3 1.77 0.43
5:J:399:GLY:O 5:J:417:ASN:HA 2.19 0.43
5:J:54:THR:O 5:J:57:PHE:HB3 2.18 0.43
2:C:190:ASP:0OD1 2:C:190:ASP:N 2.01 0.43
3:E:133:ARG:NH1 3:E:257:GLU:HA 2.33 0.43
3:F:113:ARG:HA 3:F:113:ARG:NE 2.34 0.43
3:F:288:PHE:C 3:F:289:LEU:HD23 2.39 0.43
4:H:202:VAL:HG12 4:H:207:LEU:HG 2.01 0.43
5:J:111:ARG:HG2 5:J:235: THR:HA 2.00 0.43
1:A:230:ALA:HB1 1:A:315:PHE:HB3 2.00 0.43
1:B:128:LEU:HD21 1:B:324:GLY:HA2 2.01 0.43
4:G:106:ASP:0OD1 4:G:106:ASP:N 2.52 0.43
4:G:277:SER:HB3 | 4:G:280:VAL:HG22 2.01 0.43
5:1:202:ASP:HB2 5:1:204:GLU:OE1 2.19 0.43
5:1:111:ARG:HD3 5:1:238:PHE:HA 2.01 0.43
1:B:170:ARG:HH22 1:B:296:ILE:HB 1.84 0.43
2:C:234:GLY:O 2:C:238:ASN:N 2.52 0.43
2:C:379:'TYR:CG 2:C:380:ARG:N 2.87 0.43
2:C:95:LYS:HA 2:C:95:LYS:HD3 1.81 0.43
3:E:48:GLY:HA?2 3:E:62:LYS:HD?2 2.01 0.43
6:M:12:TYR:HB2 6:M:77:LYS:HE2 2.01 0.43
1:A:210:GLY:HA2 | 1:A:243:VAL:HG13 2.00 0.43
1:A:320:ILE:HA 1:A:325:ILE:HA 2.01 0.43
2:C:48:TRP:HZ3 2:C:170:ARG:HH21 1.67 0.43
3:E:149:ASP:HB2 3:E:327.:PRO:HG2 2.00 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
3:E:38:GLU:HG3 4:H:143:PRO:HB3 2.00 0.43
4:H:110:GLN:O 4:H:113:LYS:HB3 2.19 0.43
5:1:140:LEU:O 5:1:143:HIS:N 2.48 0.43
2:D:77:ASN:OD1 2:D:317:SER:HB2 2.19 0.42
4:H:145:VAL:HG13 | 4:H:201:LEU:HD21 2.00 0.42
5:I:70:CYS:HG 5:1:97: THR:HG1 1.65 0.42
2:D:340:ASN:O 5:J:163:SER:HB3 2.18 0.42
5:J:202:ASP:0OD1 5:J:202:ASP:N 2.39 0.42
6:M:169:LYS:HG3 | 6:M:172:ILE:HD11 2.01 0.42
2:C:61:VAL:O 2:C:64:THR:OG1 2.35 0.42
3:E:250:1ILE:HD12 3:E:253:ILE:HD12 2.01 0.42
3:E:262:1LE:HG13 3:E:262:ILE:H 1.60 0.42
3:F:331:GLU:O 3:F:335:CYS:N 2.36 0.42
3:F:350:VAL:HG23 | 3:F:367:THR:HG23 2.00 0.42
3:F:349: THR:OG1 3:F:350:VAL:N 2.51 0.42
5:1:111:ARG:HG2 5:1:235: THR:HA 2.00 0.42
1:A:168:GLU:CD 1:B:170:ARG:HH21 2.23 0.42
1:B:130: TYR:CD2 1:B:131:PRO:HD3 2.54 0.42
2:C:265:PHE:HB2 | 4:G:360:LEU:HD21 2.01 0.42
2:C:46: THR:HG23 2:C:48:TRP:CZ3 2.55 0.42
4:G:170: THR:O 4:G:174:VAL:HG23 2.19 0.42
4:H:221:GLU:HA 4:H:224:VAL:HG12 2.00 0.42
4:H:388:ASP:0OD1 4:H:391:VAL:N 2.52 0.42
6:1:35:LEU:H 6:L:35:LEU:HD12 1.84 0.42
2:C:-3:ILE:HD12 2:C:0:PHE:HB2 2.01 0.42
2:D:215:GLU:O 2:D:219:ARG:HG3 2.20 0.42
3:E:247:HIS:O 3:E:250:ILE:HG22 2.20 0.42
3:E:315:LYS:HE2 3:E:315:LYS:HB3 1.86 0.42
3:E:432:VAL:C 3:E:434:HIS:H 2.23 0.42
3:E:69:ASN:ND2 3:E:363:ASN:HB2 2.34 0.42
3:F:278:SER:O 3:F:280: THR:HG22 2.18 0.42
4:G:151:LYS:0O 4:G:155:TYR:HB2 2.19 0.42
4:G:158:PHE:CZ 4:G:163:ARG:HG3 2.54 0.42
4:H:200: TYR:O 4:H:203:SER:OG 2.32 0.42
5:1:136:LEU:HD12 5:1:136:LEU:H 1.84 0.42
5:1:54:THR:OG1 5:1:130:VAL:N 2.34 0.42
6:L:58:ILE:HG22 6:L:60:LYS:HG2 2.00 0.42
1:B:217:ASN:HB3 1:B:253:PHE:CZ 2.54 0.42
1:B:334:GLU:OE2 2:C:379:'TYR:OH 2.28 0.42
1:B:87:GLN:O 1:B:91:THR:OG1 2.31 0.42
3:E:263:ARG:HH21 7:E:502:P0O4:P 2.42 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

3:F:67:ILE:HA 3:F:336:ILE:HG12 2.02 0.42
5:1:375:ASP:N 5:1:392: ASN:OD1 2.41 0.42
6:M:146:LEU:HA 6:M:149:1LE:HG13 2.01 0.42
1:A:153:LEU:O 1:A:157:LYS:HG2 2.20 0.42
1:B:77:ILE:HD11 1:B:250:VAL:HG11 2.02 0.42
2:C:28:PRO:HB2 2:C:314:TYR:HE2 1.84 0.42
2:D:289: THR:O 2:D:356:ASP:N 2.35 0.42
2:D:95:LYS:HD3 2:D:95:LYS:HA 1.78 0.42
3:F:392:SER:OG 3:F:393:ASN:ND2 2.52 0.42
4:G:258:VAL:O 4:G:262: THR:OG1 2.25 0.42
5:1:430: THR:HB 5:1:431:LEU:H 1.69 0.42
5:1:409:GLY:N 5:1:433:ASP:HA 2.31 0.42
5:J:349:ILE:HD13 5:J:366:PHE:CE2 2.54 0.42
1:A:147:GLY:O 1:A:151:VAL:HG12 2.20 0.42
1:B:50:SER:O 1:B:104:LYS:NZ 2.51 0.42
1:B:92: ARG:HH21 1:B:340: TYR:C 2.22 0.42
2:C:208:GLN:NE2 2:C:292:GLY:O 2.49 0.42
3:F:190:ILE:HG23 3:F:328:ASN:HB2 2.02 0.42
5:I:50:LEU:HB3 5:1:129:ASP:0OD2 2.20 0.42
1:A:197:VAL:H 1:B:228: GLN:HE22 1.67 0.42
2:C:12:ALA:HA 2:C:15:SER:HB3 2.01 0.42
2:C:33:VAL:O 2:C:37:LEU:HG 2.20 0.42
2:D:244:ALA:O 2:D:248:ARG:HG3 2.19 0.42
2:D:208:GLN:NE2 2:D:292:GLY:0O 2.42 0.42
3:E:152:VAL:HG23 | 3:E:324:ASN:HD22 1.85 0.42
3:F:331:GLU:HB3 3:F:335:CYS:SG 2.60 0.42
3:F:387:LYS:HG3 3:F:404:ASP:OD1 2.20 0.42
5:J:218:LEU:HD13 5:J:218:LEU:HA 1.89 0.42
5:J:111:ARG:NH1 5:J:238:PHE:O 2.53 0.42
6:L:167:GLU:HA 6:L:170:ASN:HB3 2.02 0.42
1:A:244:ALA:O 1:A:321:THR:HA 2.20 0.42
2:C:317:SER:OG 2:C:319:VAL:HG12 2.20 0.42
2:C:270:ARG:NH2 2:D:203:GLU:OE2 2.52 0.42
3:E:101:ASN:HA 3:E:104:LEU:HB2 2.01 0.42
3:E:388:GLY:O 3:E:405:GLY:HA2 2.19 0.42
3:E:67:ILE:HG22 3:E:68:GLY:N 2.35 0.42
4:H:156:LYS:O 4:H:158:PHE:N 2.52 0.42
6:M:22:ASN:HB3 6:M:34:LYS:HE2 2.02 0.42
1:B:332:VAL:O 1:B:336:LEU:N 2.45 0.42
3:E:407:ARG:HB2 3:E:424:LYS:HG2 2.02 0.42
3:F:166:ASP:OD1 3:F:166:ASP:N 2.52 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

3:F:391:VAL:HG22 3:F:408:LEU.HB2 2.02 0.42
3:F:402:VAL:HA 3:F:419:1LE:HG23 2.02 0.42
4:G:126:LEU:HA 4:G:126:LEU:HD23 1.78 0.42
4:G:295:ARG:HB2 | 4:G:320:GLU:HB2 2.01 0.42
5:J:217:ASP:OD1 5:J:217:ASP:N 2.49 0.42
2:C:19:ASP:N 2:C:19:ASP:OD1 2.52 0.41
2:D:170:ARG:O 2:D:174:1LE:HG12 2.20 0.41
2:D:235:PHE:N 2:D:261:ASP:0OD2 2.52 0.41
5:1:353: ASN:HB3 5:1:370:ASP:HB3 2.02 0.41
5:J:44:PRO:O 5:J:280: TYR:OH 2.23 0.41
6:L:102: GLN:HA 6:L:105:LYS:HB3 2.01 0.41
6:L:103:LYS:O 6:L:107:VAL:HG23 2.20 0.41
6:L:6:ARG:HD2 6:L:11:LYS:HA 2.02 0.41
2:C:97:ALA:O 2:C:101:GLU:HB2 2.21 0.41
2:C:205:1LE:O 2:C:230:ILE:N 2.53 0.41
4:G:446:GLU:N 4:G:446:GLU:OE1 2.47 0.41
5:1:116:LYS:HB2 5:1:118:LEU:HD22 2.01 0.41
5:1:19:GLN:CD 5:1:120: THR:H 2.23 0.41
5:1:379:ILE:HG12 5:1:396:ILE:HG13 2.01 0.41
1:B:144:PHE:HB?2 1:B:178:MET:HB2 2.02 0.41
1:B:142:HIS:HD1 1:B:167:THR:HB 1.85 0.41
1:A:163:LYS:HB2 1:B:269:PHE:CE2 2.55 0.41
2:C:19:ASP:HB3 2:C:24:LYS:HB2 2.01 0.41
2:D:280:ALA:HA 2:D:315:LYS:HB3 2.02 0.41
3:F:142:ASP:OD1 3:F:247:HIS:N 2.49 0.41
3:F:360:CYS:HB3 3:F:377:SER:O 2.19 0.41
5:1:196:LYS:HE2 5:1:196:LYS:HB2 1.93 0.41
6:L:111:LEU:HD21 6:L:125:LEU:HB3 2.02 0.41
1:A:322:ASP:OD1 1:A:322:ASP:N 2.54 0.41
1:B:305:ASN:H 1:B:305:ASN:HD22 1.68 0.41
2:C:310:CYS:HA 2:C:367:ILE:HB 2.01 0.41
3:E:358:ALA:O 3:E:360:CYS:N 2.52 0.41
3:F:133:ARG:NH1 3:F:257:GLU:HA 2.36 0.41
3:F:352:GLU:N 3:F:355:LEU:HD22 2.35 0.41
4:G:113:LYS:0O 4:G:117:GLU:HG3 2.20 0.41
4:G:179:GLN:NE2 4:G:179:GLN:O 2.53 0.41
5:J:347:ASN:O 5:J:364:SER:HA 2.20 0.41
6:L:171: TYR:OH 6:L:175:ARG:NE 2.53 0.41
1:B:73:VAL:O 1:B:75:ASN:N 2.53 0.41
2:C:259:ILE:HG13 2:C:260:SER:O 2.21 0.41
2:C:59:ARG:HH12 2:C:393:LEU:HA 1.84 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:C:2:SER:HB3 2:C:3:THR:H 1.72 0.41
2:D:230:ILE:HG21 2:D:267:1LE:CD1 2.50 0.41
3:E:331:GLU:HB3 3:E:335:CYS:SG 2.61 0.41
3:E:344:ARG:HB2 3:E:344:ARG:NH1 2.36 0.41
3:E:353:ARG:O 3:E:355:LEU:N 2.49 0.41
3:F:250:ILE:O 3:F:254:ARG:HG3 2.21 0.41
3:E:235: THR:HG21 5:J:206:PHE:HB3 2.01 0.41
2:C:291:SER:HB3 2:C:354: TYR:HA 2.03 0.41
2:D:199:LEU:HD21 | 2:D:275:ILE:HD11 2.02 0.41
3:E:401:VAL:O 3:E:418:GLN:HA 2.20 0.41
3:F:190:ILE:HG21 3:F:331:GLU:OE2 2.21 0.41
4:H:160:SER:HA 4:H:163:ARG:HD3 2.02 0.41
5:1:31:PHE:CD2 5:1:40:ARG:HG3 2.56 0.41
5:J:145:LYS:O 5:J:148:GLU:HG2 2.21 0.41
5:J:389:LYS:O 5:J:407:VAL:HA 2.20 0.41
6:M:131:TRP:N 6:M:132:PRO:HD?2 2.36 0.41
6:M:50:LEU:HD21 6:M:56:ARG:HG3 2.02 0.41
2:D:232:ALA:HB2 2:D:259:1LE:HD11 2.02 0.41
2:D:379:'TYR:CG 2:D:380:ARG:N 2.88 0.41
3:F:379:ILE:HG12 | 3:F:396:LEU:HD22 2.03 0.41
4:G:279:THR:O 4:G:283:VAL:HG23 2.20 0.41
4:H:154:ASN:N 4:H:154:ASN:OD1 2.53 0.41
5:1:54: THR.:O 5:I:58: LEU:HD23 2.20 0.41
1:A:82:GLY:O 1:A:86:PHE:N 2.44 0.41
2:D:20:LEU:HA 2:D:20:LEU:HD23 1.79 0.41
3:F:261:SER:N 3:F:265:ASP:0D2 2.46 0.41
3:F:276:GLN:NE2 3:F:276:GLN:O 2.54 0.41
4:H:117:GLU:OE1 4:H:129:ARG:NH1 2.47 0.41
5:J:179:ILE:HG22 5:J:184:SER:HA 2.03 0.41
1:A:255:LEU:N 1:A:259:ASP:0D2 2.47 0.41
1:A:87:GLN:HG3 1:A:87:GLN:H 1.72 0.41
1:B:87:GLN:HB3 6:L:29:MET:CE 2.51 0.41
2:C:90:TYR:CZ 2:C:94:LEU:HD13 2.56 0.41
3:E:104:LEU:HD23 | 3:E:108:TYR:HB2 2.01 0.41
3:E:255:GLU:OE1 3:E:285:.ILE:HG12 2.20 0.41
3:F:153:GLY:N 3:F:323:ALA:O 2.51 0.41
3:F:401:VAL:HG13 | 3:F:418:GLN:HG3 2.03 0.41
3:F:46:GLY:O 3:F:48:GLY:N 2.54 0.41
4:G:222:ILE:HA 4:G:222:ILE:HD13 1.87 0.41
4:G:381:PHE:CD1 4:G:381:PHE:N 2.88 0.41
5:1:356:ILE:HA 5:1:356:ILE:HD13 1.89 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

6:L:20:MET:HE1 6:L:98:GLU:HG2 2.03 0.41
1:A:180:ARG:O 1:A:184:ASN:N 2.29 0.41
1:B:140:LEU:HD?23 1:B:141: THR:N 2.36 0.41
2:C:40:ARG:NH2 2:C:178:GLN:HB2 2.36 0.41
4:G:238:LEU:O 4:G:242:1LE:N 2.46 0.41
4:G:384:ARG:HD2 | 4:G:392:TYR:CD2 2.56 0.41
4:H:462:PHE: O 4:H:466: TYR:HB2 2.21 0.41
5:J:77:ILE:O 5:J:81:ILE:HG13 2.21 0.41
6:M:126: TYR:HA 6:M:130:ALA:HB3 2.03 0.41
1:A:263:SER:OG 1:A:264:ARG:N 2.53 0.41
2:D:333:PRO:HD3 5:J:290:ARG:HB2 2.03 0.41
3:E:64:LEU:HD23 3:E:64:LEU:HA 1.87 0.41
3:F:352:GLU:CD 3:F:370:ASP:HB3 2.41 0.41
3:F:418:GLN:O 3:F:435:ARG:HA 2.21 0.41
5:1:370:ASP:O 5:1:387:SER:HA 2.21 0.41
2:C:13:VAL:O 2:C:17:ILE:HG13 2.20 0.40
3:F:274:GLN:OE1 3:F:315:LYS:N 2.54 0.40
4:G:418:ASN:O 4:G:422:VAL:HG23 2.21 0.40
4:G:419: TRP:CG 4:G:427:LEU:HD13 2.56 0.40
4:H:246:ILE:O 4:H:251:1LE:HG13 2.21 0.40
5:J:63:VAL:O 5:J:93:PHE:HB3 2.21 0.40
1:A:130:TYR:CD2 | 1:A:131:PRO:HD3 2.56 0.40
1:A:197:VAL:H 1:B:228: GLN:NE2 2.19 0.40
1:B:247:HIS:CD2 1:B:247:HIS:H 2.38 0.40
1:A:192:VAL:HA 1:B:305:ASN:OD1 2.22 0.40
1:B:33:ILE:O 1:B:33:ILE:HD12 2.21 0.40
2:C:50: THR:OG1 2:C:53:GLN:HG2 2.21 0.40
3:E:224:.LEU:HD12 | 3:E:275TYR:CE1 2.56 0.40
3:F:132:LEU:HD11 | 3:F:139:ILE:HD11 2.03 0.40
3:F:161:ASP:HA 3:F:164:ARG:HB2 2.03 0.40
5:1:40:ARG:O 5:1:40:ARG:HG2 2.21 0.40
1:A:182:LEU:HB3 1:A:187:ILE:HD11 2.03 0.40
1:B:231:VAL:O 1:B:235:HIS:N 2.52 0.40
2:D:340:ASN:OD1 5:J:161:GLU:HG2 2.21 0.40
2:D:80:ARG:H 2:D:80:ARG:HG3 1.64 0.40
3:E:220:PHE:O 5:J:199:VAL:N 2.50 0.40
3:F:173:VAL:CG1 3:F:242:1LE:HB 2.52 0.40
5:I:51:ILE:HG12 5:1:55:PHE:CD2 2.56 0.40
1:B:229:LEU:HA 1:B:232:PHE:CD2 2.56 0.40
2:C:267:ILE:O 2:C:271:VAL:HG23 2.21 0.40
3:E:440:ARG:NH1 3:E:440:ARG:HB3 2.36 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

3:F:133:ARG:HH22 3:F:259:ILE:HB 1.87 0.40
4:G:159:GLY:HA3 | 4:G:163:ARG:HD2 2.03 0.40
4:G:280:VAL:O 4:G:284:LEU:HG 2.22 0.40
5:J:171:ARG:HA 5:J:171:ARG:HD3 1.85 0.40
6:L:128: THR:OG1 6:L:129:ILE:HG12 2.21 0.40
1:A:209:VAL:O 1:A:242:ALA:HA 2.21 0.40
2:D:19:ASP:HB3 2:D:24:LYS:HB2 2.04 0.40
2:D:227:PHE:O 2:D:254:1LE:HG13 2.22 0.40
2:D:267:ILE:O 2:D:271:VAL:HG23 2.21 0.40
2:D:76:GLY:O 2:D:80:ARG:HG3 2.21 0.40
3:E:216:SER:O 3:E:218:PHE:N 2.54 0.40
5:J:35:THR:HA 5:J:38:LYS:0O 2.20 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

of similar resolution.

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A | 312/341 (92%) | 271 (87%) | 36 (12%) | 5 (2%) ﬁ 43
1 B 312/341 (92%) | 268 (86%) | 39 (12%) | 5 (2%) 9| 43
2 C 334/399 (84%) | 299 (90%) | 33 (10%) | 2 (1%) 25 64
2 D 333/399 (84%) | 300 (90%) | 27 (8%) | 6 (2%) 8| 41
3 E 410/458 (90%) | 327 (80%) | 72 (18%) | 11 (3%) 33
3 F 408/458 (89%) | 344 (84%) | 51 (12%) | 13 (3%) 41 29
4 G 361/467 (T7%) | 321 (89%) | 36 (10%) | 4 (1%) 14| 52
4 H 361/467 (T7%) | 330 (91%) | 20 (6%) | 11 (3%) | 4] 30
5 I 426 /678 (63%) | 369 (87%) | 54 (13%) | 3 (1%) 22 61
5 J 424/678 (62%) | 378 (89%) | 43 (10%) | 3 (1%) 22 61

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
6 L 159/304 (52%) 134 (84%) | 23 (14%) 2 (1%) 127 48
6 M 160/304 (53%) 133 (83%) | 23 (14%) 4 (2%) 34

All All 4000/5294 (76%) | 3474 (87%) | 457 (11%) | 69 (2%) 9| 42

All (69) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
3 E 289 LEU
3 E 359 ASP
4 G 303 PRO
4 H 303 PRO
6 M 61 LEU
1 A 263 SER
1 B 92 ARG
2 D 186 LYS
2 D 234 GLY
2 D 341 GLU
3 E 258 SER
3 E 341 PRO
3 F 49 ASN
3 F 190 ILE
3 F 216 SER
3 F 289 LEU
3 F 359 ASP
3 F 450 MET
1 A 98 GLY
1 B 74 GLN
1 B 98 GLY
2 D 68 ALA
3 E 139 ILE
3 F 189 GLU
4 G 276 HIS
4 G 305 PHE
4 G 409 PHE
4 H 276 HIS
6 L 160 PRO
6 M 168 LEU
1 A 255 LEU
1 B 263 SER
2 C 50 THR
2 D 185 ASP

Continued on next page...
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Mol | Chain | Res | Type
3 E 56 GLY
3 E 288 PHE
3 F 47 PHE
3 F 329 TYR
4 H 158 PHE
4 H 304 GLU
4 H 305 PHE
5 I 431 LEU
6 M 123 GLU
6 M 136 LYS
1 A 74 GLN
1 B 247 HIS
2 C 2 SER
3 E 49 ASN
3 E 140 LYS
3 E 280 THR
3 E 329 TYR
3 F 307 ILE
3 F 397 MET
4 H 107 ALA
4 H 157 ILE
4 H 320 GLU
4 H 327 SER
5 I 117 GLN
5 I 406 VAL
5t J 174 SER
6 L 164 VAL
1 A 247 HIS
2 D 170 ARG
5 J 426 HIS
5 J 434 PRO
4 H 465 VAL
4 H 413 PRO
3 F 135 VAL
3 F 183 ILE

5.3.2 Protein sidechains ()

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar
resolution.

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 274/298 (92%) 263 (96%) 11 (4%) 31 64
1 B 274/298 (92%) 264 (96%) 10 (4%) 35 66
2 C 291/350 (83%) 280 (96%) 11 (4%) 33 65
2 D 290/350 (83%) 281 (97%) 9 (3%) 40 70
3 E 359/395 (91%) 334 (93%) | 25 (7%) 151 46
3 F 357/395 (90%) 335 (94%) | 22 (6%) 181 51
4 G 326/408 (80%) 307 (94%) 19 (6%) 200 53
4 H 326/408 (80%) 310 (95%) 16 (5%) 25 59
5 I 379/596 (64%) 370 (98%) 9 (2%) 49 176
5t J 378/596 (63%) 366 (97%) 12 (3%) 39 69
6 L 152/274 (56%) 145 (95%) 7 (5%) 27 61
6 M 153/274 (56%) 146 (95%) 7 (5%) 27 61

All All 3559/4642 (77%) | 3401 (96%) | 158 (4%) 28 62

All (158) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 35 MET
1 A 102 GLN
1 A 134 ARG
1 A 178 MET
1 A 184 ASN
1 A 195 SER
1 A 235 HIS
1 A 253 PHE
1 A 262 PHE
1 A 299 GLU
1 A 329 LYS
1 B 89 PHE
1 B 102 GLN
1 B 121 CYS
1 B 145 SER
1 B 146 ARG
1 B 159 HIS
1 B 161 ARG
1 B 174 SER
1 B 253 PHE

Continued on next page...
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Mol | Chain | Res | Type
1 B 262 PHE
2 C 19 ASP
2 C 22 SER
2 C 59 ARG
2 C 75 CYS
2 C 87 ARG
2 C 92 GLU
2 C 197 ASP
2 C 261 ASP
2 C 311 SER
2 C 332 SER
2 C 340 ASN
2 D 65 LEU
2 D 74 SER
2 D 167 MET
2 D 238 ASN
2 D 260 SER
2 D 311 SER
2 D 338 SER
2 D 339 PHE
2 D 354 TYR
3 E 47 PHE
3 E 49 ASN
3 E 57 SER
3 E 72 MET
3 E 79 TRP
3 E 92 CYS
3 E 99 HIS
3 E 141 ASN
3 E 147 SER
3 E 148 CYS
3 E 220 PHE
3 E 223 SER
3 E 276 GLN
3 E 277 LYS
3 E 306 GLU
3 E 322 ARG
3 E 330 PHE
3 E 344 ARG
3 E 360 CYS
3 E 382 ASN
3 E 392 SER

Continued on next page...
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Mol | Chain | Res | Type
3 E 410 SER
3 E 435 ARG
3 E 440 ARG
3 E 449 ASP
3 F 29 ASN
3 F 39 PHE
3 F 85 PHE
3 F 99 HIS
3 F 113 ARG
3 F 124 ASP
3 F 141 ASN
3 F 147 SER
3 F 166 ASP
3 F 175 SER
3 F 218 PHE
3 F 228 HIS
3 F 234 ASN
3 F 238 SER
3 F 276 GLN
3 F 282 ARG
3 F 308 LYS
3 F 315 LYS
3 F 330 PHE
3 F 359 ASP
3 F 369 LYS
3 F 392 SER
4 G 106 ASP
4 G 118 LYS
4 G 121 SER
4 G 123 PHE
4 G 125 HIS
4 G 147 ARG
4 G 156 LYS
4 G 158 PHE
4 G 171 PHE
4 G 208 SER
4 G 217 PHE
4 G 225 LEU
4 G 237 LEU
4 G 240 GLU
4 G 301 SER
4 G 331 TYR

Continued on next page...
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Mol | Chain | Res | Type
4 G 354 SER
4 G 423 LYS
4 G 438 ARG
4 H 106 ASP
4 H 121 SER
4 H 123 PHE
4 H 125 HIS
4 H 147 ARG
4 H 158 PHE
4 H 166 ASP
4 H 171 PHE
4 H 208 SER
4 H 217 PHE
4 H 277 SER
4 H 301 SER
4 H 317 HIS
4 H 354 SER
4 H 418 ASN
4 H 464 GLN
5 I 40 ARG
5t I 55 PHE
5 | 84 SER
5 I 91 SER
5 I 138 GLU
5 I 163 SER
5t I 228 ASN
5t I 255 ASP
5t I 370 ASP
5 J 40 ARG
5 J 84 SER
5 J 101 ARG
5 J 147 ARG
5t J 163 SER
S J 238 PHE
d J 255 ASP
5 J 275 ARG
5 J 290 ARG
5 J 325 CYS
5t J 347 ASN
5t J 424 GLU
6 L 4 HIS
6 L 36 LEU

Continued on next page...
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Mol | Chain | Res | Type
6 L 90 SER
6 L 113 TYR
6 L 144 PHE
6 L 145 LYS
6 L 154 TRP
6 M 10 ASN
6 M 76 ASP
6 M 90 SER
6 M 113 TYR
6 M 125 LEU
6 M 144 PHE
6 M 154 TRP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (13) such
sidechains are listed below:

Mol | Chain | Res | Type
1 B 110 ASN
1 B 228 GLN
2 C 45 GLN
2 D 194 GLN
2 D 198 HIS
2 D 302 HIS
3 F 325 ASN
3 F 393 ASN
4 G 179 GLN
5 I 28 ASN
5 I 117 GLN
6 M 59 GLN
6 M 102 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

There are no non-standard protein/DNA /RNA residues in this entry.
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5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

8 ligands are modelled in this entry.

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

RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts | RMSZ i #|Z| > 2 | Counts | RMSZ T #|Z| > 2
7 PO4 F 502 - 4,44 0.94 0 6,6,6 0.44 0
7 PO4 G 501 - 4,44 0.98 0 6,6,6 0.50 0
7 PO4 E 501 - 4,44 1.00 0 6,6,6 0.39 0
7 PO4 D 401 - 4,44 0.98 0 6,6,6 0.39 0
7 | PO4 | C | 401 | - | 444 | 096 0 6,66 | 043 0
7 PO4 H 501 - 4,44 0.98 0 6,6,6 0.44 0
7 | PO4 | E | 501 | - | 444 | 099 0 6,66 | 045 0
7 PO4 E 502 - 4,44 0.94 0 6,6,6 0.45 0

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.

4 monomers are involved in 4 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
7 G 501 | PO4 1 0
7 C 401 | PO4 1 0
7 H 501 | PO4 1 0
7 E 502 | PO4 1 0
$roe
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1 A | 316/341 (92%) 040 | 1(0%) [oallo1] | 109, 145, 196, 237 | 0
1 B 316/341 (92%) 031 | 4(1%) 77 71 | 106, 146, 196, 238 | 0
2 C 338/399 (84%) -0.31 79,121, 185,214 | 0
2 D 337/399 (84%) -0.31 76, 120, 189, 232 0
3 E 414/458 (90%) -0.31 88, 139, 206, 234 0
3 F 412/458 (89%) -0.35 93, 138, 205, 236 0
4 G 363/467 (T7%) -0.31 87, 122, 187, 235 0
4 H 363/467 (T7%) -0.26 88, 119, 191, 228 0
5 I 428 /678 (63%) -0.38 101, 141, 187,209 | 0
5 ] 426/678 (62%) 20.40 100, 141, 184, 222 | 0
6 L 165/304 (54%) -0.36 121, 203, 232, 244 | 0
6 M 166,/304 (54%) -0.43 121, 202, 236, 253 | 0
All All 4044/5294 (76%) -0.34 76, 137, 209, 253 0

All (16) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
467 | ALA 5.9
31 | GLN 5.5
29 | ASN 4.3
292 | HIS 3.6
28 | GLY 3.1
293 | ASN 3.1
183 | GLY 3.0
106 | ASP 2.5
161 | SER 24
294 | GLU 24
430 | ILE 24
Continued on next page...
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Mol | Chain | Res | Type | RSRZ
293 | ASN 2.3
160 | PRO 2.2
291 | ILE 2.1
175 | ARG 2.0
464 | GLN 2.0

SNy Nl I Nepl
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6.2 Non-standard residues in protein, DNA, RNA chains (i)

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9 lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
7 PO4 E 502 5/5 0.89 0.19 | 172,179,190,228 0
7 PO4 G 501 5/5 0.90 0.23 | 115,136,151,154 0
7 PO4 E 501 5/5 0.91 0.19 | 114,122,147,186 0
7 PO4 H 501 5/5 0.92 0.20 | 105,106,166,171 0
7 PO4 C 401 5/5 0.92 0.19 | 98,137,158,184 0
7 PO4 F 501 5/5 0.93 0.24 | 113,128,142,183 0
7 PO4 D 401 5/5 0.95 0.26 | 80,107,166,167 0
7 PO4 E 502 5/5 0.95 0.20 | 171,171,195,223 0

6.5 Other polymers (i)

There are no such residues in this entry.
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