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

EMDB validation analysis : FAILED
Mogul : 1.8.5 (274361), CSD asb41be (2020)
MolProbity : 4.02b-467

buster-report : 1.1.7 (2018)
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : FAILED
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.36.2
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.72 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 | -l 19
Ramachandran outliers I T 1.0%
Sidechain outliers I I 0.4%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

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

Mol | Chain | Length Quality of chain
1 A 700 56% 29% 1%
1 B 700 54% 30% 1%
1 C 700 54% 30% 7
1 D 700 55% 29% S s
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 19427 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 Transient receptor potential cation channel subfamily V member

4.
Mol | Chain | Residues Atoms AltConf | Trace
L A 597 Z(S)tlzz)l 31028 71;8 8(’5?9 285 0 0
L B 597 2(8);%1 31028 71;8 8(’5?9 285 0 0
L ¢ 597 2(8);%1 31C28 71;8 8(’5?9 285 0 0
L b 597 Zgi%l 31C28 71;8 8(539 285 0 0

There are 140 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 102 ASP - expression tag | UNP QIEPKS
A 103 TYR - expression tag | UNP QIEPKS8
A 104 LYS - expression tag | UNP QIEPKS
A 105 ASP - expression tag | UNP QI9EPKS
A 106 ASP - expression tag | UNP QI9EPKS
A 107 ASP - expression tag | UNP QI9EPKS
A 108 ASP - expression tag | UNP QIEPKS
A 109 LYS - expression tag | UNP QIEPKS
A 110 TRP - expression tag | UNP QIEPKS8
A 111 SER - expression tag | UNP QIEPKS
A 112 HIS - expression tag | UNP QI9EPKS
A 113 PRO - expression tag | UNP QIEPKS
A 114 GLN - expression tag | UNP QIEPKS
A 115 PHE - expression tag | UNP Q9EPKS
A 116 GLU - expression tag | UNP QIEPKS
A 117 LYS - expression tag | UNP QIEPKS
A 118 GLY - expression tag | UNP QIEPKS
A 119 GLY - expression tag | UNP QI9EPKS
A 120 GLY - expression tag | UNP QI9EPKS
A 121 GLY - expression tag | UNP QIEPKS
A 122 SER - expression tag | UNP QIEPKS

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

Chain | Residue | Modelled | Actual | Comment Reference
A 123 GLY - expression tag | UNP QIEPKS
A 124 GLY - expression tag | UNP QIEPKS
A 125 SER - expression tag | UNP QI9EPKS
A 126 ALA - expression tag | UNP QIEPKS
A 127 TRP - expression tag | UNP QIEPKS
A 128 SER - expression tag | UNP QIEPKS
A 129 HIS - expression tag | UNP QIEPKS
A 130 PRO - expression tag | UNP QIEPKS
A 131 GLN - expression tag | UNP QIEPKS
A 132 PHE - expression tag | UNP QI9EPKS
A 133 GLU - expression tag | UNP QIEPKS
A 134 LYS - expression tag | UNP QIEPKS
A 135 GLU - expression tag | UNP QIEPKS
A 136 PHE - expression tag | UNP QIEPKS8
B 102 ASP - expression tag | UNP QIEPKS8
B 103 TYR - expression tag | UNP QI9EPKS
B 104 LYS - expression tag | UNP QIEPKS
B 105 ASP - expression tag | UNP QIEPKS
B 106 ASP - expression tag | UNP QIEPKS
B 107 ASP - expression tag | UNP QIEPKS8
B 108 ASP - expression tag | UNP QIEPKS
B 109 LYS - expression tag | UNP Q9EPKS
B 110 TRP - expression tag | UNP Q9EPKS
B 111 SER - expression tag | UNP QI9EPKS
B 112 HIS - expression tag | UNP QIEPKS
B 113 PRO - expression tag | UNP QIEPKS
B 114 GLN - expression tag | UNP QIEPKS8
B 115 PHE - expression tag | UNP QIEPKS
B 116 GLU - expression tag | UNP QI9EPKS
B 117 LYS - expression tag | UNP QI9EPKS
B 118 GLY - expression tag | UNP QIEPKS
B 119 GLY - expression tag | UNP QIEPKS
B 120 GLY - expression tag | UNP QIEPKS
B 121 GLY - expression tag | UNP QIEPKS8
B 122 SER - expression tag | UNP QI9EPKS
B 123 GLY - expression tag | UNP QI9EPKS
B 124 GLY - expression tag | UNP QI9EPKS
B 125 SER - expression tag | UNP QIEPKS
B 126 ALA - expression tag | UNP QIEPKS
B 127 TRP - expression tag | UNP QIEPKS
B 128 SER - expression tag | UNP QIEPKS8
B 129 HIS - expression tag | UNP Q9EPKS

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

Chain | Residue | Modelled | Actual | Comment Reference
B 130 PRO - expression tag | UNP QIEPKS
B 131 GLN - expression tag | UNP QIEPKS
B 132 PHE - expression tag | UNP QI9EPKS
B 133 GLU - expression tag | UNP QIEPKS
B 134 LYS - expression tag | UNP QIEPKS
B 135 GLU - expression tag | UNP QIEPKS
B 136 PHE - expression tag | UNP QIEPKS
C 102 ASP - expression tag | UNP QIEPKS
C 103 TYR - expression tag | UNP QIEPKS
C 104 LYS - expression tag | UNP QI9EPKS
C 105 ASP - expression tag | UNP QIEPKS
C 106 ASP - expression tag | UNP QIEPKS
C 107 ASP - expression tag | UNP QIEPKS
C 108 ASP - expression tag | UNP QIEPKS
C 109 LYS - expression tag | UNP QI9EPKS
C 110 TRP - expression tag | UNP QI9EPKS
C 111 SER - expression tag | UNP QIEPKS
C 112 HIS - expression tag | UNP QIEPKS
C 113 PRO - expression tag | UNP QIEPKS
C 114 GLN - expression tag | UNP QIEPKS
C 115 PHE - expression tag | UNP QIEPKS
C 116 GLU - expression tag | UNP Q9EPKS
C 117 LYS - expression tag | UNP Q9EPKS
C 118 GLY - expression tag | UNP QI9EPKS
C 119 GLY - expression tag | UNP QIEPKS
C 120 GLY - expression tag | UNP QIEPKS
C 121 GLY - expression tag | UNP QIEPKS
C 122 SER - expression tag | UNP QIEPKS
C 123 GLY - expression tag | UNP QI9EPKS
C 124 GLY - expression tag | UNP QI9EPKS
C 125 SER - expression tag | UNP QIEPKS
C 126 ALA - expression tag | UNP QIEPKS
C 127 TRP - expression tag | UNP QIEPKS
C 128 SER - expression tag | UNP QIEPKS
C 129 HIS - expression tag | UNP QI9EPKS
C 130 PRO - expression tag | UNP QI9EPKS
C 131 GLN - expression tag | UNP QI9EPKS
C 132 PHE - expression tag | UNP QIEPKS
C 133 GLU - expression tag | UNP QIEPKS
C 134 LYS - expression tag | UNP QIEPKS
C 135 GLU - expression tag | UNP QIEPKS
C 136 PHE - expression tag | UNP Q9EPKS

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
D 102 ASP - expression tag | UNP QIEPKS
D 103 TYR - expression tag | UNP QIEPKS
D 104 LYS - expression tag | UNP QI9EPKS
D 105 ASP - expression tag | UNP QIEPKS
D 106 ASP - expression tag | UNP QIEPKS
D 107 ASP - expression tag | UNP QIEPKS
D 108 ASP - expression tag | UNP QIEPKS
D 109 LYS - expression tag | UNP QIEPKS
D 110 TRP - expression tag | UNP QIEPKS
D 111 SER - expression tag | UNP QI9EPKS
D 112 HIS - expression tag | UNP QIEPKS
D 113 PRO - expression tag | UNP QIEPKS
D 114 GLN - expression tag | UNP QIEPKS
D 115 PHE - expression tag | UNP QIEPKS8
D 116 GLU - expression tag | UNP QIEPKS8
D 117 LYS - expression tag | UNP QI9EPKS
D 118 GLY - expression tag | UNP QIEPKS
D 119 GLY - expression tag | UNP QIEPKS
D 120 GLY - expression tag | UNP QIEPKS
D 121 GLY - expression tag | UNP QIEPKS8
D 122 SER - expression tag | UNP QIEPKS
D 123 GLY - expression tag | UNP Q9EPKS
D 124 GLY - expression tag | UNP Q9EPKS
D 125 SER - expression tag | UNP QI9EPKS
D 126 ALA - expression tag | UNP QIEPKS
D 127 TRP - expression tag | UNP QIEPKS
D 128 SER - expression tag | UNP QIEPKS8
D 129 HIS - expression tag | UNP QIEPKS
D 130 PRO - expression tag | UNP QI9EPKS
D 131 GLN - expression tag | UNP QI9EPKS
D 132 PHE - expression tag | UNP QIEPKS
D 133 GLU - expression tag | UNP QIEPKS
D 134 LYS - expression tag | UNP QIEPKS
D 135 GLU - expression tag | UNP QIEPKS8
D 136 PHE - expression tag | UNP QI9EPKS

e Molecule 2 is N-[(2S)-1-{4-|N-(2,4-dichlorobenzene-1-sulfonyl)-L-seryl|piperazin-1-yl }-4-met
hyl-1-oxopentan-2-yl|-1-benzothiophene-2-carboxamide (three-letter code: XQ3) (formula:
CosH32CloN4OgS;y) (labeled as "Ligand of Interest" by depositor).
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e Molecule 3 is ruthenium(6+) azanide pentaamino(oxido)ruthenium (1/4/2) (three-letter
code: R2R) (formula: HogN14O5Ru3) (labeled as "Ligand of Interest" by depositor).

R2R
NO9 N10
H.N  NH,
NosH,N— RuU — NH,N11
RU3
NO5 Ni5 N16
H:N O H:NH. NH:
) 013 Ni12
No4H,N— RU — O — RU — NH,n17
RUL
H.N  NHH,N  NH,
NO3 NO1 N19 N18
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Mol | Chain | Residues Atoms AltConf
Total N O Ru
3 A 1 19 14 2 3 0
gPDB
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The first

graphic for a chain summarises the proportions of the various outlier classes displayed in the second
graphic. The second graphic shows the sequence view annotated by issues in geometry. 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: Transient receptor potential cation channel subfamily V member 4

15%

29%

56%

Chain A:

€6TL

T8TL
0871

0471
6971

9971
S91Q

191D

8YTA

62eN
SceT
vcen
€CeL
cTEN
YIEN
(4534

90€d
S0eL

00€I

962N

682CT1

€8CA

(474 4

8SCA
LS2T

€GCA

Lycd
ovCI

(4448
pxaay
ey
e
(4448

6124
812d

S§12a
4148
€121

Tred
0121
60CL

- < ~ DO =N [T} DO HNm © I~ 0 0 = o m
0 ® 0 mmmo0 ) Mm om0 0nono0n M M M o wwcr-
= = = AYadwn = HH@ & - > AMEAF oA wn

L0ZN
902y
S02H

€0CS

S6TT
7610

0L¥S

8S¥T

GSPI

[4si218

B6EVA
8EVA

veYT

STha
vev1

T2y
0zva

L2572

80%a

6%€T

oveX

Tved

LEEH

€8SA

LLSA

TLSK

¢LSa

99571

YoSY
€998
29SA
89SA

€994

81571

805X

70SL

667d

L6l

0674

98%.L

78V 1

T8V

SLPA
TLVN
E€LVI

$59d

€591

TSON

6790

STIN

€291
291

S8.LM
78LN

08.LA
6.L.4

SL.d
Y.L

€9LL
C9LA

6S.LD
8S5.LS

LYLS

Sv.La
¥PLI
€¥.La
CvL1
LI
OvLL

LELM
9eLb

CeLI

8T.L3

9CLS

2L

CTLA

e Molecule 1: Transient receptor potential cation channel subfamily V member 4

15%

30%

54%

Chain B:

€671

T8TL
0871

0471
6971

99711
S91a

191D

8YTA

scel
veen
€cel
TTEN
YIEN
€T€Qq
(4544

90€d
S0EL

00€T

962N

6821

€8CA

S9CH

{4144

8GCA
L5271

€GCK

Lycd
9vCI

{4448
Leel
9ged
{4
{444\

6124
8124

S12a
145401
€121

Tred
0121
60CL

L0ZN
9024
S02H

€0CS

S6T1
7610

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

EMD-35918, 8J1B

Full wwPDB EM Validation Report

Page 10

6EVA
8EVA

9EVI

YEVT

TEVA

S¢va
{74748

1271
0Zva

125729
80%a
€0vS

{4048
TO¥H

O -+ Nm © I~ O
DD DD D0 DO
mmnMmmn mmm o
Hee ;> AMrEAF

68€1

S8EA
¥8ed
€8€1

® o -
© KN~ NIl
®mm o
AL dn

LIEN

S9EA
79eL

T9EN

67€T

ovex

Tved

LEET

6CEN

£95S
29SA

8GSA

€654

8191

8084

S0SL
¥0SL

667d

L6¥L

vosvy

L0L4
90LL

¥0LI
€0LI

00LA

9691

6.L9D
8L91
LL91
9,971

.94
€L91
TL9a
TL97

L99S

LS9K

959d

€99L

TSN

6790

Y8LN

08LA
6.4

SL.4
v.L.4

ETLH
CTTLN
TTL1

60,7
80LA

S8LM

t receptor potential cation channel subfamily V member 4

Transien

e Molecule 1

15%

30%

54%

Chain C

€6TL

1811
08TT

0LTT
69TT

99TT
S91d

191D

8YTA

Seel
vzen
€TelL
(443}
PIEN
€7ea
(4544

90€d
SO0€EL

00€T

962N

6821

€8CA

S9CH

(474 4

85CA
L8271

€SCK

Lyea
9vCI

(4740
praan
9¢ed
seecd
{444\

612H
81ca

Ss12da
¥1e1
€121

Tred
o121
60CL

L0eN
902H
S0ZH

€0TS

S6TT
¥610

CSPA

6EVA
8EVA

9EVI

YEVT

TEVA

S¢va
{74748

124748
0zva

12572

80%a

{4048
TOVH

o < © I~ 0 O
@ O [N ]
oM M mmmm
m > AMAF

ceeyd
Teeyd
06€T
68€1
S8EA
¥8ed
€8€1
CLES
TLET
0L€D
69€d
LOEN
79eL
T9EN
67ET
oveX
Tved
LEET

6CEN

8GSA

€654

81571

8€9d
LEON

veolL

9951

wosvy
€95S
29SA

Y0LI
€0LI

00LA

9691

S8

€891
289Q
789D

S991L
993
£99S

7994
0990

LS9K

S$59d

€991

TSON

6790

78LN

08LA
6.4

SL.4
v.L.4

€9.1L
T9.LA

65.D
8G.S

9TLS

$TLh

TTLA

ETLR
CTTLN
TTL1

S8LM

t receptor potential cation channel subfamily V member 4

Transien

e Molecule 1

15%

29%

55%

Chain D

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-35918, 8J1B

Full wwPDB EM Validation Report

Page 11

€6TL

1811
0871

0LT1
6911

9911
S91d

191D

87TA

Tved
LEET
6CEN
SceT
vzen
€CEL
CTEN
YTEN
crey

90€d
SOEL

962N

6821

€8CA

(4744

8GCZA
L8271

€GCA
Lyca
(4448
Leel
9¢ed
seed
{444}

612H
812cd

ST2a
v1e1
€121

Tred
o121
60CL

L0TN
902d
S0ZH

€0CS

S6T1
%610

SLYA
PLVN

8G¥1

SSYI

[4si7 8

6EVA
8EVA

eV

STva
¥yl

134748
0zva

125728
80%a
€0%S

{40}
TOVH

06€T
68€1

891
€8SA

LLSA

7,98

c¢LSd

9951

Y93V
€988
298A
8SSA

€994

81571

805X

S0SL
%0SL

66%d

LE6VL

0674

88Y.L

98¥%L

i
i

7871

28YIH

€591

TSON

6790

6091

L09d
9091

€098

T09L
009D

2654
T6SA

L8SH
98SM
§85D

v.L94
€L97T
TL9a
TL91

1998

S99L
994
€998

1994
0990

LS9K

§59d

S8.M
Y8LN

08LA
6.4

SL.Y
22X

€9LL
TILA

651D

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12

Full wwPDB EM Validation Report

EMD-35918, 8J1B

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 334401 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 52 Depositor
Minimum defocus (nm) 800 Depositor
Maximum defocus (nm) 1600 Depositor
Magnification Not provided
Image detector FEI FALCON 1V (4k x 4k) Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: XQ3,
R2R

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

Bond lengths Bond angles
RMSZ | #|Z| >5 | RMSZ | #|Z| >5
1 A 0.27 0/4916 0.51 0/6662
1 B 0.27 0/4916 0.51 0/6662
1
1

Mol | Chain

C 0.27 0/4916 0.51 0/6662
D 0.27 0/4916 0.51 0/6662
All All 0.27 | 0/19664 | 0.51 | 0/26648

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 4810 0 4880 192 0
1 B 4810 0 4880 200 0
1 C 4810 0 4880 197 0
1 D 4810 0 4880 193 0
2 A 42 0 0 4 0
2 B 42 0 0 4 0
2 C 42 0 0 4 0
2 D 42 0 0 4 0
3 A 19 0 0 8 0

All All 19427 0 19520 731 0
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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 19.

All (731) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.

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

1:C:744:1LE:O 1:C:747:SER:OG 1.89 0.90
1:A:744:.1LE:O 1:A:747:SER:OG 1.89 0.90
1:D:744:ILE:O 1:D:747:SER:OG 1.89 0.89
1:B:744:ILE:O 1:B:747:SER:OG 1.89 0.89
1:D:283:TYR:OH 1:D:322:ASN:OD1 1.92 0.88
1:C:283:TYR:OH 1:C:322:ASN:OD1 1.92 0.87
1:B:283: TYR:OH 1:B:322:ASN:OD1 1.92 0.86
1:A:283:TYR:OH 1:A:322:ASN:OD1 1.92 0.86
1:B:438:VAL:HG11 | 1:B:742:LEU:HD13 1.59 0.85
1:A:322:ASN:O 1:A:323:THR:OG1 1.95 0.84
1:A:438:VAL:HG11 | 1:A:742:LEU:HD13 1.59 0.84
1:C:322:ASN:O 1:C:323: THR:0G1 1.95 0.83
1:C:438:VAL:HG11 | 1:C:742:LEU:HD13 1.59 0.83
1:B:322:ASN:O 1:B:323: THR:OG1 1.95 0.83
1:D:322:ASN:O 1:D:323: THR:OG1 1.95 0.83
1:D:438:VAL:HG11 | 1:D:742:LEU:HD13 1.59 0.82
3:A:902:R2R:N03 1:D:682:ASP:N 2.30 0.79
1:D:737:TRP:NE1 1:D:741:1ILE:HD11 1.98 0.79
1:A:737:TRP:NE1 1:A:741:ILE:HD11 1.98 0.79
3:A:902:R2R:N04 1:C:682:ASP:N 2.31 0.79
1:C:421:LEU:HD12 1:C:421:LEU:O 1.83 0.79
1:B:737:TRP:NE1 1:B:741:ILE:HD11 1.98 0.79
1:C:737:TRP:NE1 1:C:741:1LE:HD11 1.98 0.79
1:D:421:LEU:O 1:D:421:LEU:HD12 1.83 0.79
1:B:625:MET:SD 1:B:667:SER:OG 2.42 0.78
1:C:625:MET:SD 1:C:667:SER:OG 2.42 0.78
1:A:421:LEU:HD12 1:A:421:LEU:O 1.83 0.78
3:A:902:R2R:N01 1:B:682:ASP:N 2.31 0.78
1:B:421:LEU:HD12 1:B:421:LEU:O 1.83 0.78
1:C:393:GLU:OE1 1:C:393:GLU:N 2.18 0.77
1:D:625:-MET:SD 1:D:667:SER:OG 2.42 0.77
1:A:682:ASP:N 3:A:902:R2R:N05 2.32 0.77
1:A:625:-MET:SD 1:A:667:SER:OG 2.42 0.77
1:B:393:GLU:N 1:B:393:GLU:OE1 2.18 0.77
1:A:393:GLU:N 1:A:393:GLU:OE1 2.18 0.76
1:D:393:GLU:N 1:D:393:GLU:OE1 2.18 0.75
1:A:280:LEU:HD22 | 1:A:324:VAL:HG21 1.69 0.75
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:D:289:LEU:HD22 | 1:D:324:VAL:HG21 1.69 0.74
1:B:658:PRO:O 1:B:663:SER:OG 2.04 0.74
1:B:679:GLY:O 1:B:680:MET:HB2 1.86 0.74
1:C:658:PRO:O 1:C:663:SER:OG 2.04 0.74
1:A:658:PRO:O 1:A:663:SER:OG 2.04 0.74
1:B:289:LEU:HD22 | 1:B:324:VAL:HG21 1.69 0.74
1:D:658:PRO:O 1:D:663:SER:OG 2.04 0.74
1:D:679:GLY:O 1:D:680:-MET:HB2 1.86 0.74
1:C:289:LEU:HD22 | 1:C:324:VAL:HG21 1.69 0.74
1:C:679:GLY:O 1:C:680:MET:HB2 1.86 0.74
1:A:720:GLU:O 1:A:724:GLN:NE2 2.22 0.73
1:C:720:GLU:O 1:C:724:GLN:NE2 2.22 0.73
1:D:720:GLU:O 1:D:724:GLN:NE2 2.22 0.73
1:A:679:GLY:O 1:A:680:-MET:HB2 1.89 0.73
1:A:681:GLY:HA2 | 1:A:683:LEU:HD23 1.70 0.73
1:B:720:GLU:O 1:B:724:GLN:NE2 2.22 0.73
1:A:677:THR:OG1 | 1:A:683:LEU:HD22 1.89 0.72
1:B:677:THR:OG1 | 1:B:683:LEU:HD22 1.89 0.72
1:D:681:GLY:HA2 | 1:D:683:LEU:HD23 1.70 0.72
1:C:681:GLY:HA2 | 1:C:683:LEU:HD23 1.70 0.72
1:B:600:GLY:O 1:B:603:SER:OG 2.07 0.72
1:D:677:THR:OG1 | 1:D:683:LEU:HD22 1.89 0.71
1:C:677:THR:OG1 | 1:C:683:LEU:HD22 1.89 0.71
1:B:681:GLY:HA2 | 1:B:683:LEU:HD23 1.70 0.71
1:B:609:ILE:CD1 1:B:717:LEU:HD21 2.22 0.69
1:C:609:1LE:CD1 1:C:717:LEU:HD21 2.22 0.69
1:A:609:ILE:CD1 1:A:717:LEU:HD21 2.23 0.69
1:C:438:VAL:HG11 | 1:C:742:LEU:CD1 2.23 0.69
1:C:453:GLU:OE2 | 1:C:780:VAL:HG21 1.93 0.69
1:D:438:VAL:HG11 | 1:D:742:LEU:CD1 2.24 0.69
1:D:453:GLU:OE2 | 1:D:780:VAL:HG21 1.93 0.69
1:D:609:ILE:CD1 1:D:717:LEU:HD21 2.22 0.69
1:B:434:LEU:O 1:B:438:VAL:HG12 1.94 0.68
1:A:438:VAL:HG11 | 1:A:742:LEU:CD1 2.23 0.68
1:A:621:TYR:OH 1:A:671:LEU:O 2.11 0.68
1:B:438:VAL:HG11 | 1:B:742:LEU:CD1 2.24 0.68
1:C:434:LEU:O 1:C:438:VAL:HG12 1.94 0.68
1:D:583:VAL:O 1:D:587:MET:HE2 1.94 0.68
1:A:434:LEU:O 1:A:438:VAL:HG12 1.94 0.67
1:A:453:GLU:OE2 | 1:A:780:VAL:HG21 1.93 0.67
1:B:453:GLU:OE2 | 1:B:780:VAL:HG21 1.93 0.67
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:434:LEU:HD13 | 1:C:455:ILE:HG23 1.77 0.67
1:D:434:LEU:O 1:D:438:VAL:HG12 1.94 0.66
1:B:621:TYR:OH 1:B:671:LEU:O 2.11 0.66
1:C:621:TYR:OH 1:C:671:LEU:O 2.11 0.66
1:B:434:LEU:HD13 | 1:B:455:ILE:HG23 1.78 0.66
1:A:227:ILE:HG23 | 1:A:257:LEU:HD11 1.78 0.66
1:A:474:ASN:ND2 2:A:901:XQ3:042 2.29 0.66
1:C:600:GLY:O 1:C:603:SER:OG 2.07 0.66
1:B:474:ASN:ND2 2:B:901:XQ3:042 2.29 0.66
1:B:627:GLY:O 1:B:630:SER:OG 2.14 0.66
1:D:227:ILE:HG23 | 1:D:257:LEU:HD11 1.78 0.66
1:C:660:CYS:O 1:C:661:ARG:HG2 1.97 0.65
1:B:724:GLN:O 1:B:726:SER:N 2.27 0.65
1:D:434:LEU:HD13 | 1:D:455:ILE:HG23 1.77 0.65
1:D:660:CYS:O 1:D:661:ARG:HG2 1.97 0.65
1:C:474:ASN:ND2 2:C:901:XQ3:042 2.29 0.65
1:C:674:PHE:HA 1:C:677:THR:HG22 1.78 0.65
1:C:724:GLN:O 1:C:726:SER:N 2.27 0.65
1:B:227:ILE:HG23 | 1:B:257:LEU:HD11 1.78 0.65
1:D:607:GLN:HA 1:D:610:LEU:HD13 1.78 0.65
1:D:674:PHE:HA | 1:D:677:-THR:HG22 1.78 0.65
1:A:724:GLN:O 1:A:726:SER:N 2.27 0.65
1:C:591: TYR:OH 1:C:743:ASP:0OD2 2.15 0.65
1:C:227:ILE:HG23 | 1:C:257:LEU:HD11 1.78 0.64
1:D:474:ASN:ND2 2:D:901:XQ3:042 2.29 0.64
1:A:434:LEU:HD13 | 1:A:455:ILE:HG23 1.78 0.64
1:D:621:TYR:OH 1:D:671:LEU:O 2.11 0.64
1:C:607:GLN:HA 1:C:610:LEU:HD13 1.78 0.64
1:C:627:GLY:O 1:C:630:SER:OG 2.14 0.64
1:A:607:GLN:HA 1:A:610:LEU:HD13 1.78 0.64
1:A:660:CYS:O 1:A:661:ARG:HG2 1.97 0.64
1:B:674:PHE:HA 1:B:677: THR:HG22 1.78 0.64
1:B:607:GLN:HA 1:B:610:LEU:HD13 1.78 0.64
1:B:660:CYS:O 1:B:661:ARG:HG2 1.97 0.64
1:D:591:TYR:OH 1:D:743:ASP:0OD2 2.15 0.64
1:C:672:ASP:OD1 1:C:673:LEU:N 2.31 0.64
1:A:627:GLY:O 1:A:630:SER:OG 2.14 0.64
1:A:674:PHE:HA 1:A:677:- THR:HG22 1.78 0.64
1:B:591: TYR:OH 1:B:743:ASP:0D2 2.15 0.63
1:B:583:VAL:O 1:B:587:MET:HE2 1.98 0.63
1:D:401:HIS:O 1:D:775:ARG:NH1 2.32 0.63
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:672:ASP:OD1 1:D:673:LEU:N 2.31 0.63
1:C:401:HIS:O 1:C:775:ARG:NH1 2.32 0.63
1:C:583:VAL:O 1:C:587:MET:HE2 1.97 0.63
1:D:724:GLN:O 1:D:726:SER:N 2.27 0.63
1:A:672:ASP:OD1 1:A:673:LEU:N 2.31 0.63
1:A:591:TYR:OH 1:A:743:ASP:0OD2 2.15 0.63
1:B:672:ASP:OD1 1:B:673:LEU:N 2.31 0.63
1:A:583:VAL:O 1:A:587:MET:HE2 1.98 0.62
1:A:401:HIS:O 1:A:775:ARG:NH1 2.32 0.62
1:B:586:TRP:HB3 | 1:C:623:LEU:HD11 1.81 0.62
1:B:588:ASN:O 1:B:588:ASN:ND2 2.33 0.62
1:D:588:ASN:O 1:D:588:ASN:ND2 2.33 0.62
1:A:490:TYR:CD2 1:B:626:ILE:HD11 2.35 0.62
1:A:626:ILE:HD11 1:D:490:TYR:CD2 2.35 0.62
1:C:490:TYR:CD2 1:D:626:ILE:HD11 2.35 0.62
1:B:401:HIS:O 1:B:775:ARG:NH1 2.32 0.62
1:A:586: TRP:HB3 | 1:B:623:LEU:HD11 1.81 0.61
1:A:623:LEU:HD11 | 1:D:586:TRP:HB3 1.81 0.61
1:B:490: TYR:CD2 1:C:626:1LE:HD11 2.35 0.61
1:C:588:ASN:ND2 1:C:588:ASN:O 2.33 0.61
1:D:396:ASP:OD1 1:D:399: THR:0G1 2.18 0.61
1:B:609:ILE:HD12 | 1:B:717:LEU:HD21 1.83 0.61
1:A:396:ASP:OD1 1:A:399: THR:OG1 2.18 0.61
1:C:586:TRP:HB3 | 1:D:623:LEU:HD11 1.81 0.61
1:C:396:ASP:0OD1 1:C:399: THR:0G1 2.18 0.61
1:A:588:ASN:ND2 1:A:588:ASN:O 2.33 0.61
1:C:609:ILE:HD12 | 1:C:717:LEU:HD21 1.83 0.61
1:C:490:TYR:CB 1:D:626:ILE:HD11 2.31 0.60
1:A:497:THR:HG22 | 1:A:572:GLU:OE2 2.02 0.60
1:A:609:ILE:HD12 | 1:A:717:LEU:HD21 1.83 0.60
1:B:653:THR:HG22 | 1:B:655:PRO:HD2 1.84 0.60
1:D:609:ILE:HD12 | 1:D:717:LEU:HD21 1.83 0.60
1:C:497.THR:HG22 | 1:C:572:GLU:OE2 2.02 0.60
1:B:490:TYR:CB 1:C:626:1ILE:HD11 2.31 0.60
1:D:627:GLY:O 1:D:630:SER:OG 2.14 0.60
1:B:396:ASP:0OD1 1:B:399: THR:OG1 2.18 0.60
1:B:497:THR:HG22 | 1:B:572:GLU:OE2 2.02 0.60
1:A:490:TYR:CG 1:B:626:ILE:HD11 2.37 0.59
1:A:490:TYR:CB 1:B:626:ILE:HD11 2.31 0.59
1:D:649:GLN:OFE1 1:D:651:ASN:ND2 2.36 0.59
1:A:626:ILE:HD11 1:D:490:TYR:CB 2.32 0.59
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Atom-1 Atom-2 distance (A) overlap (A)

1:C:653: THR:HG22 | 1:C:655:PRO:HD2 1.84 0.59
1:D:497:THR:HG22 | 1:D:572:GLU:OE2 2.02 0.59
1:A:242:LEU:HD21 | 1:A:258:VAL:HG22 1.85 0.59
1:B:242:LEU:HD21 | 1:B:258: VAL:HG22 1.85 0.59
1:B:305: THR:OG1 1:B:306:GLU:OE1 2.18 0.59
1:A:649:GLN:OE1 1:A:651:ASN:ND2 2.36 0.59
1:C:649:GLN:OE1 1:C:651:ASN:ND2 2.36 0.59
1:A:653: THR:HG22 | 1:A:655:PRO:HD2 1.84 0.58
1:C:716:ALA:O 1:C:720:GLU:OE1 2.21 0.58
1:A:626:ILE:HD11 1:D:490: TYR:CG 2.38 0.58
1:B:649:GLN:OE1 1:B:651:ASN:ND2 2.36 0.58
1:B:490:TYR:CG 1:C:626:ILE:HD11 2.37 0.58
1:A:305:THR:OG1 1:A:306:GLU:OE1 2.18 0.58
1:A:716:ALA:O 1:A:720:GLU:OE1 2.21 0.58
1:C:490: TYR:CG 1:D:626:ILE:HD11 2.37 0.58
1:C:732:ILE:O 1:C:736:GLN:OE1 2.21 0.58
1:B:716:ALA:O 1:B:720:GLU:OE1 2.21 0.58
1:C:390:ILE:HG21 | 1:C:452:VAL:HG21 1.86 0.58
1:D:601: THR:HG21 1:D:728:GLU:CG 2.34 0.58
1:A:390:ILE:HG21 | 1:A:452:VAL:HG21 1.86 0.58
1:C:724:GLN:O 1:C:725:VAL:HG22 2.04 0.58
1:D:181:THR:OG1 | 1:D:222:ASN:ND2 2.37 0.58
1:D:653: THR:HG22 | 1:D:655:PRO:HD2 1.84 0.58
1:A:724:GLN:O 1:A:725:VAL:HG22 2.04 0.58
1:A:601:THR:HG21 | 1:A:728:GLU:CG 2.34 0.58
1:B:390:ILE:HG21 | 1:B:452:VAL:HG21 1.86 0.58
1:C:242:LEU:HD21 | 1:C:258:VAL:HG22 1.84 0.58
1:D:724:GLN:O 1:D:725:VAL:HG22 2.04 0.58
1:A:732:1LE:O 1:A:736:GLN:OE1 2.21 0.57
1:C:424:LEU:HD13 1:C:455:1LE:CD1 2.34 0.57
1:D:424:LEU:HD13 1:D:455:ILE:CD1 2.34 0.57
1:D:390:ILE:HG21 | 1:D:452:VAL:HG21 1.86 0.57
1:D:716:ALA:O 1:D:720:GLU:OE1 2.21 0.57
1:B:615:PHE:O 1:B:619:LEU:HD23 2.05 0.57
1:B:732:1LE:O 1:B:736:GLN:OE1 2.21 0.57
1:D:242:LEU:HD21 | 1:D:258:VAL:HG22 1.85 0.57
1:B:601: THR:HG21 1:B:728:GLU:CG 2.34 0.57
1:C:615:PHE:O 1:C:619:LEU:HD23 2.05 0.57
1:D:367:ASN:OD1 1:D:370:GLY:N 2.38 0.57
1:B:367:ASN:OD1 1:B:370:GLY:N 2.38 0.57
1:B:724:GLN:O 1:B:725:VAL:HG22 2.04 0.57
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1:C:601: THR:HG21 1:C:728:GLU:CG 2.34 0.57
1:D:615:PHE:O 1:D:619:LEU:HD23 2.05 0.57
1:A:367:ASN:OD1 1:A:370:GLY:N 2.38 0.57
1:D:732:ILE:O 1:D:736:GLN:OE1 2.21 0.57
1:A:615:PHE:O 1:A:619:LEU:HD23 2.05 0.57
1:B:181:THR:OG1 1:B:222:ASN:ND2 2.37 0.57
1:B:424:LEU:HD13 1:B:455:ILE:CD1 2.34 0.57
1:B:584:LEU:O 1:B:588:ASN:N 2.38 0.57
1:C:420:ASP:0D2 1:C:775:ARG:NH2 2.37 0.57
1:A:408:ASP:0OD2 1:A:779:ARG:NH2 2.36 0.57
1:A:584:LEU:O 1:A:588:ASN:N 2.38 0.57
1:C:367:ASN:OD1 1:C:370:GLY:N 2.38 0.57
1:D:408:ASP:0OD2 1:D:779:ARG:NH2 2.36 0.57
1:A:424:1LEU:HD13 1:A:455:1LE:CD1 2.34 0.56
1:C:181:THR:OG1 1:C:222:ASN:ND2 2.37 0.56
1:D:305: THR:OG1 1:D:306:GLU:OE1 2.18 0.56
1:A:225:GLU:OE1 1:A:225:GLU:N 2.38 0.56
1:C:225:GLU:N 1:C:225:GLU:OE1 2.38 0.56
1:C:584:LEU:O 1:C:588:ASN:N 2.38 0.56
1:D:225:GLU:QOFE1 1:D:225:GLU:N 2.38 0.56
1:B:225:GLU:N 1:B:225:GLU:OE1 2.38 0.56
1:C:677:-THR:HA 1:C:683:LEU:HB3 1.88 0.56
1:A:420:ASP:0OD2 1:A:775:ARG:NH2 2.37 0.56
1:B:677:THR:HA 1:B:683:LEU:HB3 1.88 0.56
1:A:181:THR:OG1 1:A:222:ASN:ND2 2.37 0.56
1:D:584:LEU:O 1:D:588:ASN:N 2.38 0.56
1:C:325:LEU:HD22 | 1:C:346:TYR:CE1 2.41 0.56
1:D:677:THR:HA 1:D:683:LEU:HB3 1.88 0.55
1:A:677:- THR:HA 1:A:683:LEU:HB3 1.88 0.55
1:D:420:ASP:0OD2 1:D:775:ARG:NH2 2.37 0.55
1:A:325:LEU:HD22 | 1:A:346:TYR:CE1 2.41 0.55
1:A:371:LEU:O 1:A:372:SER:OG 2.17 0.55
1:B:620:VAL:HG21 | 1:B:709:LEU:CD2 2.37 0.55
1:B:408:ASP:0D2 1:B:779:ARG:NH2 2.36 0.55
1:A:696:1LE:O 1:A:700:VAL:HG23 2.08 0.55
1:B:696:1LE:O 1:B:700:VAL:HG23 2.08 0.55
1:D:620:VAL:HG21 | 1:D:709:LEU:CD2 2.37 0.55
1:B:214:LEU:O 1:B:218:GLU:OE1 2.25 0.54
1:C:214:.LEU:O 1:C:218:GLU:OE1 2.25 0.54
1:A:207:ASN:N 1:A:253: TYR:OH 2.41 0.54
1:B:420:ASP:0D2 1:B:775:ARG:NH2 2.37 0.54
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Atom-1 Atom-2 distance (A) overlap (A)

1:C:207:ASN:N 1:C:253:TYR:OH 2.41 0.54
1:D:325:LEU:HD22 | 1:D:346:TYR:CE1 2.41 0.54
1:B:325:LEU:HD22 | 1:B:346:TYR:CE1 2.41 0.54
1:A:620:VAL:HG21 | 1:A:709:LEU:CD2 2.37 0.54
1:B:207:ASN:N 1:B:253:TYR:OH 2.41 0.54
1:C:408:ASP:0D2 1:C:779:ARG:NH2 2.36 0.54
1:C:620:VAL:HG21 | 1:C:709:LEU:CD2 2.37 0.54
1:D:696:1LE:O 1:D:700:VAL:HG23 2.08 0.54
1:B:601: THR:HG21 | 1:B:728:GLU:HG2 1.90 0.53
1:C:337:GLU:OE1 1:C:337:GLU:N 2.40 0.53
1:D:214:LEU:O 1:D:218:GLU:OE1 2.25 0.53
1:A:214:LEU:O 1:A:218:GLU:OE1 2.25 0.53
1:C:305: THR:OG1 1:C:306:GLU:OE1 2.18 0.53
1:C:392:ARG:NH2 1:C:402:LEU:O 2.42 0.53
1:C:601: THR:HG21 | 1:C:728:GLU:HG2 1.90 0.53
1:B:289:LEU:HD11 | 1:B:305:THR:CG2 2.39 0.53
1:A:289:LEU:HD11 | 1:A:305:THR:CG2 2.39 0.53
1:C:389:ILE:HD12 1:C:392:ARG:NH1 2.24 0.53
1:D:207:ASN:N 1:D:253:TYR:OH 2.41 0.53
1:A:392:ARG:NH2 1:A:402:LEU:O 2.42 0.53
1:B:389:ILE:HD12 | 1:B:392:ARG:NH1 2.24 0.53
1:B:390:ILE:HG23 | 1:B:391:ARG:HG3 1.91 0.53
1:C:227:ILE:HG21 1:C:262:ALA:HB2 1.91 0.53
1:C:696:ILE:O 1:C:700:VAL:HG23 2.08 0.53
1:D:390:ILE:HG23 | 1:D:391:ARG:HG3 1.91 0.53
1:B:741:ILE:O 1:B:745:GLU:OE1 2.27 0.53
1:D:601: THR:HG21 | 1:D:728:GLU:HG2 1.90 0.53
3:A:902:R2R:N18 1:B:681:GLY:HA3 2.24 0.53
1:C:390:ILE:HG23 | 1:C:391:ARG:HG3 1.91 0.53
1:A:389:ILE:HD12 1:A:392:ARG:NH1 2.24 0.52
1:A:390:ILE:HG23 | 1:A:391:ARG:HG3 1.91 0.52
1:A:601:THR:HG21 | 1:A:728:GLU:HG2 1.90 0.52
1:B:371:LEU:O 1:B:372:SER:OG 2.17 0.52
1:C:741:1LE:O 1:C:745:GLU:OE1 2.27 0.52
1:D:389:ILE:HD12 | 1:D:392:ARG:NH1 2.24 0.52
3:A:902:R2R:N19 1:D:681:GLY:HA3 2.24 0.52
3:A:902:R2R:N17 1:C:681:GLY:HA3 2.25 0.52
1:D:227:ILE:HG21 1:D:262:ALA:HB2 1.91 0.52
1:A:681:GLY:HA3 3:A:902:R2R:N16 2.25 0.52
1:A:718:MET:O 1:A:722:VAL:HG22 2.09 0.52
1:B:718:MET:O 1:B:722:VAL:HG22 2.09 0.52

Continued on next page...



Page 21

Full wwPDB EM Validation Report

Continued from previous page...

Interatomic Clash
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1:D:392:ARG:NH2 1:D:402:LEU:O 2.42 0.52
1:D:663:SER:OG 1:D:663:SER:O 2.28 0.52
1:A:227:ILE:HG21 1:A:262:ALA:HB2 1.91 0.52
1:A:583:VAL:HG22 | 1:A:587:MET:HE2 1.92 0.52
1:A:325:LEU:HD22 | 1:A:346:TYR:CD1 2.45 0.52
1:A:677:THR:HG23 | 1:A:678:ILE:HG12 1.92 0.52
1:B:227:ILE:HG21 1:B:262:ALA:HB2 1.91 0.52
1:B:392:ARG:NH2 1:B:402:LEU:O 2.42 0.52
1:D:337:GLU:OE1 1:D:337:GLU:N 2.40 0.52
1:D:677:-THR:HG23 | 1:D:678:ILE:HG12 1.92 0.52
1:C:718:MET:O 1:C:722:VAL:HG22 2.09 0.52
1:D:618:LEU:O 1:D:622:LEU:HD23 2.10 0.52
1:B:583:VAL:HG22 | 1:B:587:MET:HE2 1.92 0.52
1:B:677:THR:HG23 | 1:B:678:ILE:HG12 1.92 0.52
1:C:361:ASN:OD1 | 1:C:364:THR:HG23 2.10 0.52
1:D:289:LEU:HD11 | 1:D:305:THR:CG2 2.39 0.52
1:A:762:VAL:HG22 1:A:763: THR:H 1.75 0.52
1:C:289:LEU:HD11 | 1:C:305:THR:CG2 2.39 0.52
1:C:677:THR:HG23 | 1:C:678:ILE:HG12 1.92 0.52
1:D:718:MET:O 1:D:722:VAL:HG22 2.09 0.51
1:D:325:LEU:HD22 | 1:D:346:TYR:CD1 2.45 0.51
1:D:741:1ILE:O 1:D:745:GLU:OE1 2.27 0.51
1:A:618:LEU:O 1:A:622:LEU:HD23 2.10 0.51
1:B:325:LEU:HD22 | 1:B:346:TYR:CD1 2.45 0.51
1:B:361:ASN:OD1 | 1:B:364:THR:HG23 2.10 0.51
1:A:663:SER:OG 1:A:663:SER:O 2.28 0.51
1:C:563:SER:OG 1:C:577:VAL:HG23 2.11 0.51
1:C:618:LEU:O 1:C:622:LEU:HD23 2.10 0.51
1:D:762:VAL:HG22 1:D:763: THR:H 1.75 0.51
1:D:361:ASN:OD1 | 1:D:364:THR:HG23 2.10 0.51
1:A:563:SER:OG 1:A:577:VAL:HG23 2.11 0.51
1:A:741:1LE:O 1:A:745:GLU:OE1 2.27 0.51
1:C:194:CYS:SG 1:C:213:LEU:HD12 2.51 0.51
1:C:325:LEU:HD22 | 1:C:346:TYR:CD1 2.45 0.51
1:D:563:SER:OG 1:D:577:-VAL:HG23 2.11 0.51
1:B:314:MET:HE3 | 1:B:349:LEU:HD?22 1.92 0.51
1:B:618:LEU:O 1:B:622:LEU:HD23 2.10 0.51
1:B:704:ILE:O 1:B:708:VAL:HG23 2.11 0.51
1:A:194:CYS:SG 1:A:213:LEU:HD12 2.51 0.51
1:C:371:LEU:O 1:C:372:SER:OG 2.17 0.51
1:C:583:VAL:HG22 | 1:C:587:MET:HE2 1.93 0.51
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1:D:194:CYS:SG 1:D:213:LEU:HD12 2.51 0.51
1:D:600:GLY:O 1:D:603:SER:OG 2.07 0.51
1:B:663:SER:OG 1:B:663:SER:O 2.28 0.50
1:C:663:SER:OG 1:C:663:SER:O 2.28 0.50
1:C:673:LEU:O 1:C:677:THR:HG22 2.12 0.50
1:A:337:GLU:OE1 1:A:337:GLU:N 2.40 0.50
1:A:361:ASN:OD1 | 1:A:364:THR:HG23 2.10 0.50
1:B:563:SER:OG 1:B:577:VAL:HG23 2.11 0.50
1:B:673:LEU:O 1:B:677:THR:HG22 2.12 0.50
1:B:762:VAL:HG22 1:B:763: THR:H 1.75 0.50
1:B:194:CYS:SG 1:B:213:LEU:HD12 2.51 0.50
1:B:424:LEU:HD13 | 1:B:455:ILE:HD11 1.93 0.50
1:C:762:VAL:HG22 1:C:763: THR:H 1.75 0.50
1:A:704:1LE:O 1:A:708:VAL:HG23 2.11 0.50
1:A:673:LEU:O 1:A:677: THR:HG22 2.12 0.50
1:D:371:LEU:O 1:D:372:SER:OG 2.17 0.50
1:D:673:LEU:O 1:D:677: THR:HG22 2.12 0.50
1:B:337:GLU:OE1 1:B:337:GLU:N 2.40 0.50
1:B:664:GLU:O 1:B:665:THR:OG1 2.29 0.50
1:C:704:ILE:O 1:C:708:VAL:HG23 2.11 0.50
1:D:704:1ILE:O 1:D:708:VAL:HG23 2.11 0.50
1:C:424:LEU:HD13 | 1:C:455:ILE:HD11 1.93 0.49
1:D:611:PHE:O 1:D:615:PHE:CD2 2.66 0.49
1:C:583:VAL:HG22 1:C:587:MET:CE 2.43 0.49
1:A:424:LEU:HD13 | 1:A:455:ILE:HD11 1.93 0.49
1:C:611:PHE:O 1:C:615:PHE:CD2 2.66 0.49
1:A:606:1ILE:O 1:A:610:LEU:HD12 2.12 0.49
1:C:606:1LE:O 1:C:610:LEU:HD12 2.12 0.49
1:D:215:ASP:HA 1:D:218:GLU:OE1 2.12 0.49
1:A:611:PHE:O 1:A:615:PHE:CD2 2.66 0.49
1:C:205:GLY:O 1:C:206:ARG:NH1 2.46 0.49
1:D:205:GLY:O 1:D:206:ARG:NH1 2.46 0.49
1:B:611:PHE:O 1:B:615:PHE:CD2 2.66 0.49
1:B:583:VAL:HG22 1:B:587:-MET:CE 2.42 0.49
1:C:586: TRP:CG 1:D:623:LEU:HD11 2.48 0.49
1:D:606:ILE:O 1:D:610:LEU:HD12 2.13 0.49
1:A:623:LEU:HD11 1:D:586: TRP:CG 2.48 0.49
1:C:215:ASP:HA 1:C:218:GLU:OE1 2.12 0.49
1:C:620:VAL:HG21 | 1:C:709:LEU:HD21 1.95 0.49
1:A:215:ASP:HA 1:A:218:GLU:OE1 2.12 0.49
1:A:586:TRP:CG 1:B:623:LEU:HD11 2.48 0.49

Continued on next page...

EMD-35918, 8J1B




Page 23

Full wwPDB EM Validation Report

Continued from previous page...

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

1:B:215:ASP:HA 1:B:218:GLU:OE1 2.12 0.49
1:B:657:TYR:CG 1:B:658:PRO:HD2 2.48 0.49
1:B:606:ILE:O 1:B:610:LEU:HD12 2.13 0.48
1:B:205:GLY:O 1:B:206:ARG:NH1 2.46 0.48
1:C:566:LEU:HD13 | 1:C:574:TYR:HB3 1.95 0.48
1:C:758:SER:OG 1:C:774:ARG:NE 2.40 0.48
1:A:657:TYR:CG 1:A:658:PRO:HD2 2.48 0.48
1:B:758:SER:OG 1:B:774:ARG:NE 2.40 0.48
1:D:583:VAL:HG22 1:D:587:MET:CE 2.42 0.48
1:C:657:TYR:CG 1:C:658:PRO:HD2 2.48 0.48
1:D:620:VAL:HG21 | 1:D:709:LEU:HD21 1.95 0.48
1:A:583:VAL:HG22 1:A:587:MET:CE 2.42 0.48
1:A:609:1ILE:O 1:A:610:LEU:O 2.31 0.48
1:C:609:ILE:O 1:C:610:LEU:O 2.31 0.48
1:D:421:LEU:HD22 | 1:D:458:LEU:HD22 1.95 0.48
1:D:424:LEU:HD13 | 1:D:455:1LE:HD11 1.93 0.48
1:B:620:VAL:HG21 | 1:B:709:LEU:HD21 1.95 0.48
1:D:657:TYR:CG 1:D:658:PRO:HD2 2.48 0.48
1:A:205:GLY:O 1:A:206:ARG:NH1 2.46 0.48
1:B:586: TRP:CG 1:C:623:LEU:HD11 2.48 0.48
1:C:421:LEU:HD22 | 1:C:458:LEU:HD22 1.95 0.48
1:C:613:ASP:OD1 | 1:C:717:LEU:HD22 2.14 0.48
1:B:421:LEU:HD22 | 1:B:458:LEU:HD22 1.95 0.47
1:D:165:ASP:OD1 1:D:166:LEU:N 2.47 0.47
1:A:314:MET:HE3 | 1:A:349:LEU:HD22 1.95 0.47
1:A:620:VAL:HG21 | 1:A:709:LEU:HD21 1.95 0.47
1:D:613:ASP:OD1 | 1:D:717:LEU:HD22 2.14 0.47
1:A:165:ASP:OD1 1:A:166:LEU:N 2.47 0.47
1:B:165:ASP:OD1 1:B:166:LEU:N 2.47 0.47
1:A:566:LEU:HD13 | 1:A:574:TYR:HB3 1.95 0.47
1:A:613:ASP:OD1 | 1:A:717:LEU:HD22 2.14 0.47
1:A:758:SER:OG 1:A:774:ARG:NE 2.40 0.47
1:B:203:SER:N 1:B:207:ASN:OD1 2.48 0.47
1:D:203:SER:N 1:D:207:ASN:OD1 2.48 0.47
1:A:674:PHE:HA 1:A:677:THR:CG2 2.44 0.47
1:D:609:ILE:O 1:D:610:LEU:O 2.31 0.47
1:D:674:PHE:HA 1:D:677: THR:CG2 2.44 0.47
1:A:421:LEU:HD22 | 1:A:458:LEU:HD22 1.95 0.47
1:B:438:VAL:HG13 1:B:439:TYR:N 2.30 0.47
1:B:609:ILE:O 1:B:610:LEU:O 2.31 0.47
1:D:566:LEU:HD13 | 1:D:574:TYR:HB3 1.95 0.47
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1:B:613:ASP:OD1 | 1:B:717:LEU:HD22 2.14 0.47
1:C:165:ASP:OD1 1:C:166:LEU:N 2.47 0.47
1:C:678:ILE:HD12 1:C:707:PHE:CE1 2.50 0.47
1:A:438:VAL:HG13 1:A:439: TYR:N 2.30 0.47
1:A:678:ILE:HD12 1:A:707:PHE:CE1 2.50 0.47
1:B:678:ILE:HD12 1:B:707:PHE:CE1 2.50 0.47
1:C:314:MET:HE3 | 1:C:349:LEU:HD22 1.97 0.47
1:D:484:ILE:HG22 1:D:484:1ILE:O 2.14 0.47
1:A:484:1LE:HG22 1:A:484:1LE:O 2.14 0.47
1:B:566:LEU:HD13 | 1:B:574:TYR:HB3 1.95 0.47
1:D:452:VAL:O 1:D:453:GLU:CB 2.63 0.47
1:A:664:GLU:O 1:A:665:THR:OG1 2.29 0.46
1:C:438:VAL:HG13 1:C:439:TYR:N 2.30 0.46
1:A:685:MET:O 1:A:686:LEU:C 2.54 0.46
1:B:484:1LE:O 1:B:484:1LE:HG22 2.14 0.46
1:C:203:SER:N 1:C:207:ASN:OD1 2.48 0.46
1:D:678:ILE:HD12 1:D:707:PHE:CE1 2.50 0.46
1:A:203:SER:N 1:A:207:ASN:OD1 2.48 0.46
1:C:452:VAL:O 1:C:453:GLU:CB 2.63 0.46
1:C:484:1LE:HG22 1:C:484:1LE:O 2.14 0.46
1:C:674:PHE:HA 1:C:677:-THR:CG2 2.44 0.46
1:B:210:ILE:N 1:B:211:PRO:HD2 2.31 0.46
1:B:685:MET:O 1:B:686:LEU:C 2.54 0.46
1:C:170:LEU:HD12 1:C:219:ARG:HE 1.81 0.46
1:D:170:LEU:HD12 1:D:219:ARG:HE 1.81 0.46
1:D:438:VAL:HG13 1:D:439:TYR:N 2.30 0.46
1:A:210:ILE:N 1:A:211:PRO:HD2 2.31 0.46
1:B:553:TYR:CE1 2:B:901:XQ3:031 2.69 0.46
1:D:553:TYR:CE1 2:D:901:XQ3:031 2.69 0.46
1:A:452:VAL:O 1:A:453:GLU:CB 2.63 0.46
1:D:210:ILE:N 1:D:211:PRO:HD2 2.31 0.46
1:D:637:ASN:N 1:D:638:PRO:CD 2.79 0.46
1:A:660:CYS:SG 1:A:661:ARG:N 2.89 0.45
1:B:452:VAL:O 1:B:453:GLU:CB 2.63 0.45
1:D:314:-MET:HE3 | 1:D:349:LEU:HD22 1.97 0.45
1:D:685:-MET:O 1:D:686:LEU:C 2.54 0.45
1:C:553:TYR:CE1 2:C:901:XQ3:031 2.69 0.45
1:B:170:LEU:HD12 1:B:219:ARG:HE 1.81 0.45
1:B:637:ASN:N 1:B:638:PRO:CD 2.79 0.45
1:C:685:MET:O 1:C:686:LEU:C 2.54 0.45
1:A:170:LEU:HD12 1:A:219:ARG:HE 1.81 0.45
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1:B:518:LEU:HD22 | 1:B:564:ALA:HB1 1.99 0.45
1:D:623:LEU:O 1:D:626:ILE:HG22 2.17 0.45
1:A:623:LEU:O 1:A:626:1LE:HG22 2.17 0.45
1:B:170:LEU:HD12 1:B:219:ARG:NE 2.32 0.45
1:B:660:CYS:SG 1:B:661:ARG:N 2.89 0.45
1:A:553:TYR:CE1 2:A:901:XQ3:031 2.69 0.45
1:A:637:ASN:N 1:A:638:PRO:CD 2.79 0.45
1:D:660:CYS:SG 1:D:661:ARG:N 2.89 0.45
1:B:322:ASN:O 1:B:323: THR:CB 2.65 0.45
1:B:482:MET:HA 1:B:482:MET:CE 2.47 0.45
1:B:628: TYR:CE1 1:B:632:LEU:HD11 2.52 0.45
1:B:674:PHE:HA 1:B:677:-THR:CG2 2.44 0.45
1:C:637:ASN:N 1:C:638:PRO:CD 2.79 0.45
1:A:518:LEU:HD22 | 1:A:564:ALA:HB1 1.99 0.44
1:A:784:ASN:OD1 1:A:785:TRP:N 2.50 0.44
1:C:210:1ILE:N 1:C:211:PRO:HD2 2.31 0.44
1:D:583:VAL:HG22 | 1:D:587:MET:HE2 1.99 0.44
1:A:170:LEU:HD12 1:A:219:ARG:NE 2.32 0.44
1:A:504:THR:O 1:A:508: TYR:N 2.47 0.44
1:A:628:TYR:CE1 | 1:A:632:LEU:HD11 2.52 0.44
1:B:210:ILE:HD11 1:B:253:TYR:CD1 2.52 0.44
1:C:322:ASN:O 1:C:323:THR:CB 2.65 0.44
1:C:369:ASP:HB3 | 1:C:371:LEU:HD23 2.00 0.44
1:A:322:ASN:O 1:A:323:THR:CB 2.65 0.44
1:C:504: THR:O 1:C:508:TYR:N 2.47 0.44
1:C:623:LEU:O 1:C:626:1LE:HG22 2.17 0.44
1:C:660:CYS:SG 1:C:661:ARG:N 2.89 0.44
1:D:424:LEU:HD13 | 1:D:455:ILE:HD13 1.99 0.44
1:A:424:LEU:HD13 | 1:A:455:ILE:HD13 1.99 0.44
1:A:482:MET:CE 1:A:482:MET:HA 2.47 0.44
1:B:329:VAL:HG22 | 1:B:385:VAL:HG11 2.00 0.44
1:C:210:ILE:HD11 1:C:253:TYR:CD1 2.52 0.44
1:D:740:THR:O 1:D:744:1ILE:HD12 2.17 0.44
1:A:737:TRP:CE2 1:A:741:ILE:HD11 2.52 0.44
1:B:623:LEU:O 1:B:626:1ILE:HG22 2.17 0.44
1:C:329:VAL:HG22 | 1:C:385:VAL:HG11 2.00 0.44
1:C:475:VAL:HA 2:C:901:XQ3:CL37 2.55 0.44
1:D:322:ASN:O 1:D:323: THR:CB 2.65 0.44
1:D:329:VAL:HG22 | 1:D:385:VAL:HG11 2.00 0.44
1:D:369:ASP:HB3 | 1:D:371:LEU:HD23 2.00 0.44
1:A:195:LEU:HD22 | 1:A:226:PHE:HE1 1.83 0.44
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1:C:170:LEU:HD12 1:C:219:ARG:NE 2.32 0.44
1:C:740: THR:O 1:C:744:1LE:HD12 2.17 0.44
1:A:329:VAL:HG22 | 1:A:385:VAL:HG11 2.00 0.44
1:B:784:ASN:OD1 1:B:785: TRP:N 2.50 0.44
1:C:424:LEU:HD13 | 1:C:455:ILE:HD13 1.99 0.44
1:A:280:LEU:HD12 | 1:A:312:ALA:HB3 2.00 0.44
1:A:475:VAL:HB 1:A:592:PHE:CE1 2.53 0.44
1:B:475:VAL:HA 2:B:901:XQ3:CL37 2.55 0.44
1:C:411:TYR:CG 1:D:247:GLU:OE2 2.71 0.44
1:C:628:TYR:CE1 | 1:C:632:LEU:HD11 2.52 0.44
1:D:664:GLU:O 1:D:665: THR:OG1 2.29 0.44
1:B:475:VAL:HB 1:B:592:PHE:CE1 2.53 0.44
1:C:518:LEU:HD22 | 1:C:564:ALA:HB1 1.99 0.44
1:C:784:ASN:OD1 1:C:785: TRP:N 2.50 0.44
1:D:394:VAL:HG11 | 1:D:399:THR:OG1 2.18 0.44
1:D:737:-TRP:CE2 1:D:741:1ILE:HD11 2.52 0.44
1:D:758:SER:OG 1:D:774:ARG:NE 2.40 0.44
1:B:394:VAL:N 1:B:403:SER:OG 2.50 0.43
1:B:585:GLY:HA2 1:B:588:ASN:HB3 2.00 0.43
1:B:369:ASP:HB3 1:B:371:LEU:HD23 2.00 0.43
1:B:712:ASN:O 1:B:713:MET:C 2.56 0.43
1:C:398:ASP:N 1:C:398:ASP:0OD1 2.51 0.43
1:D:210:ILE:HD11 1:D:253:TYR:CD1 2.52 0.43
1:D:482:MET:HA 1:D:482:MET:CE 2.47 0.43
1:B:195:LEU:HD22 | 1:B:226:PHE:HE1 1.83 0.43
1:B:394:VAL:HG11 | 1:B:399:THR:OG1 2.18 0.43
1:C:482:MET:HA 1:C:482:MET:CE 2.47 0.43
1:D:628:TYR:CE1 | 1:D:632:LEU:HD11 2.52 0.43
1:A:586: TRP:CB 1:B:623:LEU:HD11 2.49 0.43
1:A:626:1ILE:CD1 1:D:490: TYR:CB 2.97 0.43
1:A:683:LEU:HD21 | 1:D:682:ASP:0D2 2.18 0.43
1:A:740: THR:O 1:A:744:ILE:HD12 2.17 0.43
1:B:558:VAL:O 1:B:562:VAL:HG23 2.19 0.43
1:C:490:TYR:CB 1:D:626:1LE:CD1 2.96 0.43
1:D:195:LEU:HD22 | 1:D:226:PHE:HE1 1.83 0.43
1:D:504: THR:O 1:D:508: TYR:N 2.47 0.43
1:D:518:LEU:HD22 | 1:D:564:ALA:HB1 1.99 0.43
1:D:676:LEU:CD1 1:D:682:ASP:O 2.67 0.43
1:A:210:ILE:HD11 1:A:253:TYR:CD1 2.52 0.43
1:A:369:ASP:HB3 | 1:A:371:LEU:HD23 2.00 0.43
1:A:394:VAL:N 1:A:403:SER:OG 2.50 0.43
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1:A:411:TYR:CG 1:B:247:GLU:OE2 2.71 0.43
1:B:630:SER:O 1:B:634: THR:HG22 2.19 0.43
1:C:585:GLY:HA2 1:C:588:ASN:HB3 2.00 0.43
1:C:712:ASN:O 1:C:713:MET:C 2.56 0.43
1:D:289:LEU:HD12 | 1:D:312:ALA:HB3 2.00 0.43
1:D:398:ASP:OD1 1:D:398:ASP:N 2.51 0.43
1:D:475:VAL:HB 1:D:592:PHE:CE1 2.53 0.43
1:A:398:ASP:N 1:A:398:ASP:0OD1 2.51 0.43
1:A:475:VAL:HA 2:A:901:XQ3:CL37 2.55 0.43
1:A:712:ASN:O 1:A:713:MET:C 2.56 0.43
1:B:289:LEU:HD12 | 1:B:312:ALA:HBS3 2.00 0.43
1:B:411:TYR:CG 1:C:247:GLU:OE2 2.71 0.43
1:B:682:ASP:0D2 | 1:C:683:LEU:HD21 2.18 0.43
1:B:740:THR:O 1:B:744:.1LE:HD12 2.17 0.43
1:C:490: TYR:HB2 1:D:626:1LE:CD1 2.48 0.43
1:D:762:VAL:HG22 1:D:763: THR:N 2.34 0.43
1:A:626:ILE:HG21 1:D:486: THR:CG2 2.49 0.43
1:B:490: TYR:HB2 1:C:626:1LE:CD1 2.48 0.43
1:B:676:LEU:CD1 1:B:682:ASP:0O 2.67 0.43
1:C:394:VAL:HG11 | 1:C:399:THR:0G1 2.18 0.43
1:C:558:VAL:O 1:C:562:VAL:HG23 2.19 0.43
1:D:585:GLY:HA2 1:D:588:ASN:HB3 2.00 0.43
1:A:490: TYR:HB2 1:B:626:ILE:CD1 2.49 0.43
1:B:370:GLY:C 1:B:371:LEU:HD22 2.39 0.43
1:C:475:VAL:HB 1:C:592:PHE:CE1 2.53 0.43
1:C:630:SER:O 1:C:634: THR:HG22 2.19 0.43
1:C:676:LEU:CD1 1:C:682:ASP:O 2.67 0.43
1:C:682:ASP:0OD2 | 1:D:683:LEU:HD21 2.18 0.43
1:D:370:GLY:C 1:D:371:LEU:HD22 2.39 0.43
1:D:558:VAL:O 1:D:562: VAL:HG23 2.19 0.43
1:A:247:GLU:OE2 1:D:411:TYR:CG 2.72 0.43
1:A:394:VAL:HG11 | 1:A:399:THR:OG1 2.18 0.43
1:B:148:VAL:HG21 | 1:B:169:LEU:HD13 2.01 0.43
1:B:592:PHE:HB2 | 2:B:901:XQ3:CL37 2.56 0.43
1:C:592:PHE:HB2 | 2:C:901:XQ3:CL37 2.56 0.43
1:D:475:VAL:HA 2:D:901:XQ3:CL37 2.55 0.43
1:A:180:LEU:HD23 | 1:A:226:PHE:CE2 2.54 0.43
1:A:585:GLY:HA2 1:A:588:ASN:HB3 2.00 0.43
1:A:623:LEU:HD11 1:D:586: TRP:CB 2.49 0.43
1:B:674:PHE:CA 1:B:677:THR:HG22 2.48 0.43
1:B:724:GLN:O 1:B:725:VAL:CG2 2.67 0.43

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

1:D:170:LEU:HD12 1:D:219:ARG:NE 2.32 0.43
1:A:626:1ILE:CD1 1:D:490: TYR:HB2 2.49 0.42
1:A:676:LEU:CD1 1:A:682:ASP:O 2.67 0.42
1:B:424:LEU:HD13 | 1:B:455:ILE:HD13 1.99 0.42
1:B:653: THR:HG22 1:B:655:PRO:CD 2.49 0.42
1:D:394:VAL:N 1:D:403:SER:OG 2.50 0.42
1:D:592:PHE:HB2 | 2:D:901:XQ3:CL37 2.56 0.42
1:A:490:TYR:HB2 | 1:B:626:ILE:HG13 2.01 0.42
1:C:195:LEU:HD22 | 1:C:226:PHE:HE1 1.83 0.42
1:C:265:HIS:NE2 1:C:313:ASP:OD1 2.49 0.42
1:C:289:LEU:HD12 | 1:C:312:ALA:HB3 2.00 0.42
1:C:370:GLY:C 1:C:371:LEU:HD22 2.39 0.42
1:C:486:THR:CG2 | 1:D:626:ILE:HG21 2.50 0.42
1:C:762:VAL:HG22 1:C:763: THR:N 2.34 0.42
1:A:558:VAL:O 1:A:562:VAL:HG23 2.19 0.42
1:B:737:TRP:CE2 1:B:741:1ILE:HD11 2.52 0.42
1:C:611:PHE:O 1:C:612:LYS:C 2.57 0.42
1:A:370:GLY:C 1:A:371:LEU:HD22 2.39 0.42
1:A:657:TYR:HB3 1:A:663:SER:OG 2.19 0.42
1:B:657:TYR:HB3 1:B:663:SER:OG 2.20 0.42
1:A:346:TYR:CE2 1:A:389:ILE:HD13 2.55 0.42
1:A:630:SER:O 1:A:634:THR:HG22 2.19 0.42
1:A:758:SER:OG 1:A:759:GLY:N 2.53 0.42
1:B:346: TYR:CE2 1:B:389:ILE:HD13 2.55 0.42
1:B:486: THR:CG2 1:C:626:ILE:HG21 2.50 0.42
1:B:762:VAL:HG22 1:B:763: THR:N 2.34 0.42
1:C:148:VAL:HG21 | 1:C:169:LEU:HD13 2.01 0.42
1:C:193: THR:HG22 1:C:194:CYS:N 2.35 0.42
1:C:397:GLU:OE2 1:C:397:GLU:HA 2.20 0.42
1:C:425:ASP:N 1:C:425:ASP:0OD1 2.53 0.42
1:C:630:SER:HA 1:C:633:VAL:HG22 2.02 0.42
1:D:676:LEU:HD13 1:D:682:ASP:O 2.19 0.42
1:D:703:ILE:HA 1:D:706: THR:HG22 2.01 0.42
1:D:784:ASN:OD1 1:D:785:TRP:N 2.50 0.42
1:A:397:GLU:OE2 1:A:397:GLU:HA 2.20 0.42
1:A:486: THR:CG2 1:B:626:1LE:HG21 2.49 0.42
1:A:592:PHE:HB2 | 2:A:901:XQ3:CL37 2.56 0.42
1:A:676:LEU:HD13 1:A:682:ASP:O 2.19 0.42
1:D:712:ASN:O 1:D:713:MET:C 2.56 0.42
1:D:758:SER:OG 1:D:759:GLY:N 2.53 0.42
1:A:626:ILE:CD1 1:D:490: TYR:CG 3.03 0.42

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

1:B:180:LEU:HD23 | 1:B:226:PHE:CE2 2.54 0.42
1:B:758:SER:OG 1:B:759:GLY:N 2.53 0.42
1:C:497:THR:O 1:C:499:PRO:CD 2.68 0.42
1:C:664:GLU:O 1:C:665:THR:0G1 2.29 0.42
1:C:737: TRP:CE2 1:C:741:1ILE:HD11 2.52 0.42
1:D:346: TYR:CE2 1:D:389:ILE:HD13 2.55 0.42
1:D:611:PHE:O 1:D:612:LYS:C 2.57 0.42
1:A:425:ASP:OD1 1:A:425:ASP:N 2.53 0.42
1:B:193: THR:HG22 1:B:194:CYS:H 1.84 0.42
1:B:611:PHE:O 1:B:612:LYS:C 2.57 0.42
1:C:180:LEU:HD23 | 1:C:226:PHE:CE2 2.54 0.42
1:C:346:TYR:CE2 1:C:389:1ILE:HD13 2.55 0.42
1:D:180:LEU:HD23 | 1:D:226:PHE:CE2 2.54 0.42
1:D:397:GLU:HA 1:D:397:GLU:OE2 2.20 0.42
1:A:762:VAL:HG22 1:A:763: THR:N 2.34 0.42
1:B:497: THR.:O 1:B:499:PRO:CD 2.68 0.42
1:C:703:ILE:O 1:C:706: THR:HG22 2.20 0.42
1:D:653: THR:HG22 1:D:655:PRO:CD 2.49 0.42
1:A:193: THR:HG22 1:A:194:CYS:N 2.35 0.42
1:A:703:ILE:HA 1:A:706: THR:HG22 2.01 0.42
1:A:703:ILE:O 1:A:706: THR:HG22 2.20 0.42
1:B:265:HIS:NE2 1:B:313:ASP:OD1 2.49 0.42
1:B:703:ILE:HA 1:B:706: THR:HG22 2.01 0.42
1:C:496:GLY:O 1:C:497: THR:OG1 2.38 0.42
1:D:193: THR:HG22 1:D:194:CYS:N 2.35 0.42
1:A:490:TYR:CB 1:B:626:ILE:CD1 2.96 0.41
1:A:601:THR:HG21 | 1:A:728:GLU:HB3 2.02 0.41
1:A:630:SER:HA 1:A:633:VAL:HG22 2.02 0.41
1:A:682:ASP:OD2 | 1:B:683:LEU:HD21 2.19 0.41
1:B:490:TYR:CB 1:C:626:1LE:CD1 2.96 0.41
1:D:497:THR:O 1:D:499:PRO:CD 2.68 0.41
1:D:657:TYR:HB3 1:D:663:SER:OG 2.19 0.41
1:A:497:THR:O 1:A:499:PRO:CD 2.68 0.41
1:B:161:GLY:HA2 | 1:B:209:THR:HG21 2.02 0.41
1:B:296:ASN:HA 1:B:341:PHE:CZ 2.56 0.41
1:B:488: THR:O 1:B:488: THR:HG22 2.20 0.41
1:D:193: THR:HG22 1:D:194:CYS:H 1.84 0.41
1:D:425:ASP:N 1:D:425:ASP:OD1 2.53 0.41
1:A:193: THR:HG22 1:A:194:CYS:H 1.84 0.41
1:B:193:THR:HG22 1:B:194:CYS:N 2.35 0.41
1:B:425:ASP:OD1 1:B:425:ASP:N 2.53 0.41

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

1:C:193: THR:HG22 1:C:194:CYS:H 1.84 0.41
1:C:657:TYR:HB3 1:C:663:SER:OG 2.19 0.41
1:D:242:LEU:HD11 1:D:262:ALA:CB 2.51 0.41
1:D:289:LEU:HD11 | 1:D:305: THR:HG22 2.02 0.41
1:D:724:GLN:O 1:D:725:VAL:CG2 2.67 0.41
1:A:246:ILE:HG23 | 1:A:300:ILE:HG21 2.03 0.41
1:A:626:ILE:HG13 1:D:490: TYR:HB2 2.01 0.41
1:B:397:GLU:OE2 1:B:397:GLU:HA 2.20 0.41
1:B:601: THR:HG21 | 1:B:728:GLU:HB3 2.02 0.41
1:C:289:LEU:HD11 | 1:C:305:THR:HG22 2.02 0.41
1:C:488:THR:O 1:C:488: THR:HG22 2.20 0.41
1:D:630:SER:HA 1:D:633:VAL:HG22 2.02 0.41
1:B:242:LEU:HD11 1:B:262:ALA:CB 2.51 0.41
1:B:289:LEU:HD11 | 1:B:305:THR:HG22 2.02 0.41
1:C:408:ASP:0D2 1:C:779:ARG:NH1 2.53 0.41
1:C:711:LEU:O 1:C:715:1LE:HD12 2.21 0.41
1:D:148:VAL:HG21 | 1:D:169:LEU:HD13 2.01 0.41
1:D:610:LEU:HB3 1:D:611:PHE:H 1.72 0.41
1:D:703:ILE:O 1:D:706: THR:HG22 2.20 0.41
1:A:724:GLN:O 1:A:725:VAL:CG2 2.67 0.41
1:B:490:TYR:HB2 1:C:626:1ILE:HG13 2.01 0.41
1:B:620:VAL:HG21 | 1:B:709:LEU:HD22 2.02 0.41
1:B:630:SER:HA 1:B:633:VAL:HG22 2.02 0.41
1:C:161:GLY:HA2 | 1:C:209: THR:HG21 2.03 0.41
1:C:296:ASN:HA 1:C:341:PHE:CZ 2.56 0.41
1:C:724:GLN:O 1:C:725:VAL:CG2 2.67 0.41
1:A:490:TYR:CG 1:B:626:ILE:CD1 3.03 0.41
1:A:610:LEU:HB3 1:A:611:PHE:H 1.72 0.41
1:D:630:SER:O 1:D:634: THR:HG22 2.19 0.41
1:A:148:VAL:HG21 | 1:A:169:LEU:HD13 2.01 0.41
1:A:296:ASN:HA 1:A:341:PHE:CZ 2.56 0.41
1:B:676:LEU:HD13 1:B:682:ASP:0O 2.19 0.41
1:C:246:1LE:HG23 1:C:300:ILE:HG21 2.03 0.41
1:C:470:SER:HA 1:C:473:.1LE:HG12 2.02 0.41
1:C:620:VAL:HG21 | 1:C:709:LEU:HD22 2.02 0.41
1:C:672:ASP:OD1 1:C:672:ASP:C 2.59 0.41
1:D:711:LEU:O 1:D:715:ILE:HD12 2.21 0.41
1:A:674:PHE:CA 1:A:677:- THR:HG22 2.48 0.41
1:B:490:TYR:CG 1:C:626:ILE:CD1 3.03 0.41
1:B:711:LEU:O 1:B:715:ILE:HD12 2.21 0.41
1:C:504:THR:OG1 1:C:505: THR:N 2.54 0.41

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

1:C:586: TRP:CB 1:D:623:LEU:HD11 2.48 0.41
1:D:296:ASN:HA 1:D:341:PHE:CZ 2.55 0.41
1:A:611:PHE:O 1:A:612:LYS:C 2.57 0.41
1:B:398:ASP:0OD1 1:B:398:ASP:N 2.51 0.41
1:C:490:TYR:HB2 1:D:626:ILE:HG13 2.01 0.41
1:C:676:LEU:HD13 1:C:682:ASP:O 2.19 0.41
1:D:488:THR:O 1:D:488: THR:HG22 2.20 0.41
1:D:504: THR:0G1 1:D:505: THR:N 2.54 0.41
1:A:711:LEU:O 1:A:715:ILE:HD12 2.21 0.40
1:B:246:1LE:HG23 1:B:300:ILE:HG21 2.03 0.40
1:B:408:ASP:0D2 1:B:779:ARG:NH1 2.53 0.40
1:B:672:ASP:OD1 1:B:672:ASP:C 2.59 0.40
1:C:383:ILE:HG23 1:C:384:GLY:N 2.36 0.40
1:C:703:1ILE:HA 1:C:706: THR:HG22 2.01 0.40
1:C:758:SER:OG 1:C:759:GLY:N 2.53 0.40
1:A:242:LEU:HD11 1:A:262:ALA:CB 2.51 0.40
1:A:289:LEU:HD11 | 1:A:305:THR:HG22 2.02 0.40
1:A:470:SER:HA 1:A:473:1ILE:HG12 2.03 0.40
1:A:653: THR:HG22 | 1:A:655:PRO:CD 2.49 0.40
1:B:504: THR:OG1 1:B:505: THR:N 2.54 0.40
1:C:242:LEU:HD11 1:C:262:ALA:CB 2.51 0.40
1:C:490: TYR:CG 1:D:626:1LE:CD1 3.03 0.40
1:D:383:ILE:HG23 1:D:384:GLY:N 2.36 0.40
1:D:601:THR:HG21 | 1:D:728:GLU:HB3 2.02 0.40
1:A:161:GLY:HA2 | 1:A:209:THR:HG21 2.03 0.40
1:B:383:ILE:HG23 1:B:384:GLY:N 2.36 0.40
1:B:480:CYS:O 1:B:484:1LE:HG12 2.21 0.40
1:B:703:1LE:O 1:B:706: THR:HG22 2.20 0.40
1:C:480:CYS:0O 1:C:484:1LE:HG12 2.21 0.40
1:B:431:VAL:CG2 1:B:436:ILE:HD11 2.52 0.40
1:B:504: THR.:O 1:B:508:TYR:N 2.47 0.40
1:D:161:GLY:HA2 | 1:D:209:THR:HG21 2.03 0.40
1:A:620:VAL:HG21 | 1:A:709:LEU:HD22 2.02 0.40
1:B:323:THR:HG21 | 1:B:365:VAL:HG11 2.04 0.40
1:B:753:ARG:HD2 1:B:753:ARG:O 2.22 0.40
1:C:431:VAL:CG2 1:C:436:1LE:HD11 2.52 0.40
1:C:601: THR:HG21 | 1:C:728:GLU:HB3 2.02 0.40
1:D:620:VAL:HG21 | 1:D:709:LEU:HD22 2.02 0.40

There are no symmetry-related clashes.
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5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 587/700 (84%) 522 (89%) | 59 (10%) 6 (1%) 151 51
1 B 587/700 (84%) 522 (89%) | 59 (10%) 6 (1%) 151 51
1 C 587/700 (84%) 522 (89%) | 59 (10%) 6 (1%) 151 51
1 D 587/700 (84%) 521 (89%) | 60 (10%) 6 (1%) 151 51
All All 2348/2800 (84%) | 2087 (89%) | 237 (10%) | 24 (1%) 20 51

All (24) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 453 GLU
1 A 610 LEU
1 A 680 MET
1 B 453 GLU
1 B 610 LEU
1 B 680 MET
1 C 453 GLU
1 C 610 LEU
1 C 680 MET
1 D 453 GLU
1 D 610 LEU
1 D 680 MET
1 A 686 LEU
1 B 686 LEU
1 C 686 LEU
1 D 686 LEU
1 A 658 PRO
1 B 658 PRO
1 C 658 PRO
1 D 658 PRO
1 A 725 VAL
1 B 725 VAL

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 C 725 VAL
1 D 725 VAL

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 529/617 (86%) | 527 (100%) 2 (0%)
1 B 529/617 (86%) | 527 (100%) 2 (0%)
1 C 529/617 (86%) | 527 (100%) 2 (0%)
1 D 529/617 (86%) | 527 (100%) 2 (0%)
All All 2116/2468 (86%) | 2108 (100%) | 8 (0%)

All (8) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 588 ASN
1 A 680 MET
1 B 588 ASN
1 B 680 MET
1 C 588 ASN
1 C 680 MET
1 D 588 ASN
1 D 680 MET

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (19)
such sidechains are listed below:

Mol | Chain | Res | Type
1 A 222 ASN
1 A 388 HIS
1 A 651 ASN
1 A 712 ASN
1 A 724 GLN
1 B 222 ASN

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

Mol | Chain | Res | Type
1 B 388 HIS
1 B 651 ASN
1 B 712 ASN
1 B 724 GLN
1 C 222 ASN
1 C 388 HIS
1 C 651 ASN
1 C 712 ASN
1 C 724 GLN
1 D 222 ASN
1 D 651 ASN
1 D 712 ASN
1 D 724 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.

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

5 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).

Mol | Type | Chain | Res | Link Bond lengths Bond angles

Counts | RMSZ | #|Z| >2 | Counts | RMSZ | #|Z| > 2

2 | XQ3 B | 901 | - [41,4545| 243 | 12 (29%) | 54,6565 | 2.52 | 12 (22%)

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Type | Chain | Res | Link | oo | RASE | 412152 | Couts | RMSZ| £12] > 2
2 XQ3 D 901 - 41,4545 | 2.43 12 (29%) | 54,65,65 | 2.52 12 (22%)
2 XQ3 A 901 - 41,4545 | 2.43 12 (29%) | 54,65,65 | 2.53 12 (22%)
2 XQ3 C 901 - 41,4545 | 243 12 (29%) | 54,65,65 | 2.53 12 (22%)
3 R2R A 902 - 14,18,18 | 3.86 14 (100%) -

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
2 XQ3 C 901 - - 12/39/51/51 | 0/4/4/4
2 [ xXQ3 | D [o01]| - _ 12/39/51/51 | 0/4/4/4
2 XQ3 B 901 - - 12/39/51/51 | 0/4/4/4
2 [ xQ3 | A [oo1]| - _ 12/39/51/51 | 0/4/4/4

All (62) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 D 901 | XQ3 | C18-N19 | 8.01 1.46 1.34
2 A 901 | XQ3 | C18N19 | 7.97 1.46 1.34
2 C 901 | XQ3 | CI18N19 | 7.95 1.46 1.34
2 B 901 | XQ3 | CI18N19 | 7.95 1.46 1.34
2 D 901 | XQ3 | C25-N22 | 7.61 1.45 1.34
2 A 901 | XQ3 | C25-N22 | 7.61 1.45 1.34
2 C 901 | XQ3 | C25-N22 | 7.61 1.45 1.34
2 B 901 | XQ3 | C25-N22 | 7.57 1.45 1.34
2 C 901 | XQ3 | S30-N29 | 5.43 1.70 1.61
2 A 901 | XQ3 S30-N29 | 5.40 1.70 1.61
2 D 901 | XQ3 S30-N29 | 5.40 1.70 1.61
2 B 901 | XQ3 S30-N29 | 5.40 1.70 1.61
2 A 901 | XQ3 | CO07-N06 | 5.07 1.45 1.34
2 B 901 | XQ3 | CO07-N06 | 5.07 1.45 1.34
2 C 901 | XQ3 | CO07-N06 | 5.07 1.45 1.34
2 D 901 | XQ3 | C07-N06 | 5.07 1.45 1.34
3 A 902 | R2R | RU2-NO1 | -4.17 2.04 2.11
3 A 902 | R2R | RU2-NO5 | -4.07 2.04 2.11
2 B 901 | XQ3 | CO08-S16 | 3.98 1.77 1.72
2 A 901 | XQ3 | CO08-S16 | 3.94 1.77 1.72
2 D 901 | XQ3 | CO08-S16 | 3.94 1.77 1.72

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 A 902 | R2R | RU2-N04 | -3.92 2.04 2.11
2 C 901 | XQ3 C08-S16 | 3.91 1.77 1.72
3 A 902 | R2R | RU2-NO3 | -3.90 2.04 2.11
3 A 902 | R2R | RUI-N17 | -3.90 2.04 2.10
3 A 902 | R2R | RUI-N18 | -3.90 2.04 2.10
3 A 902 | R2R | RU3-N10 | -3.86 2.04 2.10
3 A 902 | R2R | RU3-N12 | -3.83 2.04 2.10
3 A 902 | R2R | RU3-NO8 | -3.80 2.04 2.10
3 A 902 | R2R | RUI-N19 | -3.80 2.04 2.10
3 A 902 | R2R | RU3-N0O9 | -3.79 2.04 2.10
3 A 902 | R2R | RU3-N11 | -3.79 2.04 2.10
3 A 902 | R2R | RUI-N15 | -3.74 2.04 2.10
3 A 902 | R2R | RUI-N16 | -3.61 2.04 2.10
2 A 901 | XQ3 | 040-S30 | 2.88 1.46 1.43
2 B 901 | XQ3 040-S30 | 2.88 1.46 1.43
2 C 901 | XQ3 | 0O40-S30 | 2.88 1.46 1.43
2 D 901 | XQ3 040-S30 | 2.86 1.46 1.43
2 D 901 | XQ3 C32-S30 | 2.49 1.81 1.77
2 A 901 | XQ3 C32-S30 | 2.48 1.81 1.77
2 C 901 | XQ3 | C32-S30 | 2.48 1.81 1.77
2 B 901 | XQ3 C32-S30 | 2.41 1.81 1.77
2 A 901 | XQ3 031-S30 | 2.39 1.46 1.43
2 B 901 | XQ3 031-S30 | 2.39 1.46 1.43
2 C 901 | XQ3 | O31-S30 | 2.39 1.46 1.43
2 D 901 | XQ3 031-S30 | 2.39 1.46 1.43
2 B 901 | XQ3 | O17-COo7 |-2.28 1.18 1.23
2 D 901 | XQ3 | O17-CO7 |-2.25 1.18 1.23
2 A 901 | XQ3 | O17-CO7 | -2.25 1.18 1.23
2 C 901 | XQ3 | O17-CO7 | -2.22 1.18 1.23
2 D 901 | XQ3 | C33-CL34 | 2.22 1.78 1.73
2 B 901 | XQ3 | C33-CL34 | 2.20 1.78 1.73
2 C 901 | XQ3 | C33-CL34 | 2.20 1.78 1.73
2 A 901 | XQ3 | C33-CL34 | 2.19 1.78 1.73
2 B 901 | XQ3 | 041-C25 |-2.06 1.18 1.22
2 A 901 | XQ3 | 041-C25 | -2.05 1.18 1.22
2 C 901 | XQ3 | 0O41-C25 | -2.05 1.18 1.22
2 D 901 | XQ3 | 041-C25 | -2.05 1.18 1.22
2 A 901 | XQ3 | 042-C18 | -2.02 1.18 1.22
2 B 901 | XQ3 | 042-C18 | -2.02 1.18 1.22
2 C 901 | XQ3 | 042-C18 |-2.02 1.18 1.22
2 D 901 | XQ3 | 042-C18 | -2.02 1.18 1.22

All (48) bond angle outliers are listed below:
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 A 901 | XQ3 | 040-S30-O31 | -13.42 103.06 119.55
2 B 901 | XQ3 | 040-S30-O31 | -13.42 103.06 119.55
2 C 901 | XQ3 | 040-S30-O31 | -13.42 103.06 119.55
2 D 901 | XQ3 | 040-S30-O31 | -13.40 103.08 119.55
2 C 901 | XQ3 | C33-C32-S30 | -6.99 118.68 123.25
2 A 901 | XQ3 | (C33-C32-S30 | -6.94 118.71 123.25
2 B 901 | XQ3 | (C33-C32-S30 | -6.92 118.72 123.25
2 D 901 | XQ3 | C33-C32-S30 | -6.89 118.75 123.25
2 D 901 | XQ3 | 040-S30-N29 | 3.73 113.63 106.88
2 A 901 | XQ3 | 040-S30-N29 | 3.72 113.61 106.88
2 C 901 | XQ3 | 040-S30-N29 | 3.71 113.60 106.88
2 B 901 | XQ3 | 040-S30-N29 | 3.69 113.57 106.88
2 C 901 | XQ3 | C25-C26-N29 | -3.53 101.42 110.67
2 A 901 | XQ3 | C25-C26-N29 | -3.52 101.45 110.67
2 B 901 | XQ3 | C25-C26-N29 | -3.52 101.45 110.67
2 D 901 | XQ3 | C25-C26-N29 | -3.51 101.47 110.67
2 B 901 | XQ3 | 040-S30-C32 | 3.39 113.24 107.66
2 A 901 | XQ3 | 040-S30-C32 | 3.39 113.23 107.66
2 C 901 | XQ3 | 040-S30-C32 | 3.39 113.23 107.66
2 D 901 | XQ3 | 040-S30-C32 | 3.38 113.23 107.66
2 D 901 | XQ3 | C24-N19-C20 3.19 118.76 112.62
2 A 901 | XQ3 | C24-N19-C20 3.17 118.72 112.62
2 B 901 | XQ3 | C24-N19-C20 | 3.16 118.71 112.62
2 C 901 | XQ3 | C24-N19-C20 | 3.15 118.69 112.62
2 B 901 | XQ3 (C39-C32-S30 2.95 121.42 117.42
2 C 901 | XQ3 (C39-C32-S30 2.93 121.40 117.42
2 A 901 | XQ3 | (C39-C32-S30 | 2.91 121.37 117.42
2 D 901 | XQ3 | C39-C32-S30 | 291 121.37 117.42
2 D 901 | XQ3 | C23-N22-C21 2.79 118.00 112.62
2 C 901 | XQ3 | C23-N22-C21 | 2.79 118.00 112.62
2 A 901 | XQ3 | C23-N22-C21 2.79 118.00 112.62
2 B 901 | XQ3 | C23-N22-C21 2.79 118.00 112.62
2 C 901 | XQ3 | C24-C23-N22 | -2.52 105.03 110.44
2 A 901 | XQ3 | C24-C23-N22 | -2.51 105.06 110.44
2 B 901 | XQ3 | C24-C23-N22 | -2.50 105.08 110.44
2 D 901 | XQ3 | C24-C23-N22 | -2.50 105.08 110.44
2 B 901 | XQ3 | 042-C18-N19 | -2.46 118.78 121.67
2 D 901 | XQ3 | 042-C18-N19 | -2.45 118.79 121.67
2 D 901 | XQ3 | C32-C33-CL34 | -2.44 119.71 121.49
2 A 901 | XQ3 | 042-C18-N19 | -2.43 118.82 121.67
2 C 901 | XQ3 | 042-C18-N19 | -2.42 118.83 121.67
2 B 901 | XQ3 | C32-C33-CL34 | -2.41 119.73 121.49
2 A 901 | XQ3 | C32-C33-CL34 | -2.40 119.73 121.49

Continued on next page...
$roe
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 C 901 | XQ3 | C32-C33-CL34 | -2.35 119.77 121.49
2 B 901 | XQ3 | C05-C18-N19 2.12 122.07 118.87
2 D 901 | XQ3 | C05-C18-N19 2.11 122.06 118.87
2 A 901 | XQ3 | C05-C18-N19 2.09 122.03 118.87
2 C 901 | XQ3 | C05-C18-N19 | 2.08 122.02 118.87

There are no chirality outliers.

All (48) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
2 A 901 | XQ3 | C27-C26-N29-S30
2 A 901 | XQ3 | N06-CO7-C08-C09
2 A 901 | XQ3 | O17-CO7-C08-C09
2 B 901 | XQ3 | C27-C26-N29-S30
2 B 901 | XQ3 | N06-C07-C08-C09
2 B 901 | XQ3 | O17-CO7-C08-C09
2 C 901 | XQ3 | C27-C26-N29-S30
2 C 901 | XQ3 | N06-CO7-C08-C09
2 C 901 | XQ3 | O17-CO7-C08-C09
2 D 901 | XQ3 | C27-C26-N29-S30
2 D 901 | XQ3 | N06-CO7-C08-C09
2 D 901 | XQ3 | O17-C0O7-C08-C09
2 A 901 | XQ3 | C26-N29-S30-O31
2 B 901 | XQ3 | C26-N29-S30-O31
2 C 901 | XQ3 | C26-N29-S30-O31
2 D 901 | XQ3 | C26-N29-S30-O31
2 A 901 | XQ3 | C02-C04-C05-C18
2 B 901 | XQ3 | C02-C04-C05-C18
2 C 901 | XQ3 | C02-C04-C05-C18
2 D 901 | XQ3 | C02-C04-C05-C18
2 A 901 | XQ3 | C26-N29-S30-C32
2 B 901 | XQ3 | C26-N29-S30-C32
2 C 901 | XQ3 | C26-N29-530-C32
2 D 901 | XQ3 | C26-N29-530-C32
2 A 901 | XQ3 | C02-C04-C05-NO6
2 B 901 | XQ3 | C02-C04-C05-NO6
2 C 901 | XQ3 | C02-C04-C05-N06
2 D 901 | XQ3 | C02-C04-C05-N06
2 A 901 | XQ3 | C25-C26-C27-028
2 A 901 | XQ3 | N29-C26-C27-028
2 B 901 | XQ3 | C25-C26-C27-028
2 B 901 | XQ3 | N29-C26-C27-028

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

Mol | Chain | Res | Type Atoms

901 | XQ3 | C25-C26-C27-028
901 | XQ3 | N29-C26-C27-028
901 | XQ3 | C25-C26-C27-028
901 | XQ3 | N29-C26-C27-028
901 | XQ3 | C26-N29-S30-040
901 | XQ3 | C26-N29-S30-040
901 | XQ3 | C26-N29-S30-040
901 | XQ3 | C26-N29-S30-040
901 | XQ3 | C25-C26-N29-S30
901 | XQ3 | C25-C26-N29-S30
901 | XQ3 | C25-C26-N29-S30
901 | XQ3 | C25-C26-N29-S30
901 | XQ3 | O41-C25-C26-N29
901 | XQ3 | O41-C25-C26-N29
901 | XQ3 | O41-C25-C26-N29
901 | XQ3 | O41-C25-C26-N29
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There are no ring outliers.

5 monomers are involved in 24 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 B 901 | XQ3 4 0
2 D 901 | XQ3 4 0
2 A 901 | XQ3 4 0
2 C 901 | XQ3 4 0
3 A 902 | R2R 8 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand R2R A 902

Bond lengths Bond angles
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#polymer_linkage
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