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This is a Full wwPDB EM Validation Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

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

EMDB validation analysis : 0.0.1.dev117
MolProbity : 4.02b-467

Percentile statistics :  20231227.v01 (using entries in the PDB archive December 27th 2023)
MapQ : FAILED
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.42
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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 2.65 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 T [ —
Ramachandran outliers I 0.0%
Sidechain outliers I | 0.7%

Worse

0 Percentile relative to all structures

I Percentile relative to all EM structures

Better

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 210492 15764
Ramachandran outliers 207382 16835
Sidechain outliers 206894 16415

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 887 80% 8% | 12%
1 B 887 81% % 12%
1 C 887 82% 8% | %%
1 D 887 84% % 7%
1 E 887 82% 8% | 10%
1 F 887 84% % 9%
1 G 887 83% % 9%
1 H 887 85% 6% 9%
1 I 887 83% 7% | 10%

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

Mol | Chain | Length Quality of chain
1 J 887 84% 8% 8%
2 P 1088 90% 9%
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 149101 atoms, of which
74750 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 Inner capsid protein VP2.

Mol | Chain | Residues Atoms AltConf | Trace

Total C H N O S
1 A 782 12800 4057 6413 1102 1 36 0 0

Total C H N O S
1 B 781 12786 4052 6408 1101 36 0 0

Total C H N O S
1 C 803 13164 4174 6595 1131 36 0 0

Total C H N O S
1 D 827 13573 4297 6809 1163 36 0 0

Total C H N O S
1 2 795 13027 4132 6529 1118 36 0 0

Total C H N O S
1 K 805 13205 4186 6619 1134 36 0 0

Total C H N O S
1 G 804 13186 4180 6608 1133 36 0 0

Total C H N O S
1 H 805 13205 4186 6619 1134 36 0 0

Total C H N O S
1 I 799 13008 4154 6563 1126 1219 36 0 0

Total C H N O S
1 J 816 13300 4242 6713 1149 1250 36 0 0
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e Molecule 2 is a protein called RNA-directed RNA polymerase.

Mol | Chain | Residues Atoms AltConf | Trace
Total C H N O S
2 P 1086 17667 5636 &874 1456 1662 39 0 0
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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: Inner capsid protein VP2

Chain A: 80% 8% 12%
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e Molecule 1: Inner capsid protein VP2
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Chain B: 81% 7% 12%
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e Molecule 1: Inner capsid protein VP2
. I
Chain C: 82% 8% 9%


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

EMD-45123, 9C1L

Full wwPDB EM Validation Report

Page 6

0sed

SEET

T1€T

60EN

S6CZH
62N

8.L24d

%921

8€cH

622y

Teea

602S

S6TA

88TT

2STH

157493

STTT

%01l

14°X
j44°Lt

CTTON
TC9A

8T9H
T09I
S6SI

98971
8sb

08SL
6LSL

09SN
9651
0§51

975y
SHSN

€791
60SA
78¥N

1874
087H

0L¥I
L9%d
67V
8ChY
ECHN

12478
0Z7A

€074

86€EL
L6€yd

LLET
S9€71

€G€T

18871

6981
8980

€784

vesy
€E€8A

828S
6081
L08K
98.a
8LLA

S9LY
¥oLn

veLT
0€LT
8CTLA
€ecLa
€0.L8
9990
2998
0990

SG94

Inner capsid protein VP2

e Molecule 1

7%

9%

84%

Chain D

vLET
09€T
zsed

sved
vvex

oveEN
9EEV
0ZeN
T1€T
60EN
9620
9,21
€LTN
7921
8€TH
6zcyd
Tgea
z61a
88171
128
STy
LETD
ST
611X
1110
S0Td

L6I

081

TLS

D
©
rxl

€23
TL94
199a
€994
S594

G291
294

TTON
129K

8T9H
5090
T09I
G6ST
€65
G891

08SL
6.SL

LLSL
YLSH
9¥sy

€¥ST
2vST

L1871
€8YN
08%H
L9%d
8z

jx478
(147N

€0vd
86€L

L6€Y
96€D

1

€181

T.84

6981

8980

198Y

€981

€784

8C8S

6081

L08K

Y6.LA

98.a

T8LT

8LLA

S9LY
¥9.LA

SSLL

0€LI

8CTLA

Inner capsid protein VP2

e Molecule 1

10%

80/0

82%

Chain E

60EN

L0€4

962a

S6CH

62N

8.L24d

0L23

o€y

60Cs

coza

S6TA

261d

2STH

CTON
129X

8T9H

T09I

S6SI

S89T

LLSL

29838

felat

€791
(474

8TSN

L1ST

S0SY

0L¥I

677N

82Tvy

jx47%
0Z7A

(45728

€0vd

vLeT

€9€4

09€T

9GEN

€9€T

0Sed

8¥%€S

oveT

E€VET

62EL

T1€T

1

€181

1,84

698L
8980

6e8b

vesya

8¢8S

T08L
0080

98.a

%9.LA

0vLI

0ELI

8CTLA

€cLd

€0.LS

S894

2891

1990

999d

1991

9591

YSox
€691

S2C9I

Inner capsid protein VP2

e Molecule 1

9%

7%

84%

Chain F

€9€I

cvea

T1€T

60EN

L0€Y
6621
LLeT
0Lcd
1521
LYTN

SETH
veea

Tecd
0€TY

vier
6.LTH

SLIN
VLT

0L1Yd

001X

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-45123, 9C1L

Full wwPDB EM Validation Report

Page 7

7894
199a
STON
0791
8€9T
[44°)\}
8T9H
263D
98971
2854
975y
€VST
0%SI
L1871
€191
60SA
20sa
8874
18%4
¥zva

12478
0Z¥A

(45728
SO7.L
€074
LLe1
69€S
89¢ed
L9€T

T9ed

85€b

L

0S81

L28L

Inner capsid protein VP2

ST8A

S18Q

v6.LA

¥9.LA

SGLL

TSLA

Lyl

0%LI

EELN

€cLd

8TLb

e Molecule 1

9%

7%

83%

Chain G

SSeEN
zsed
8EES
SEET
T1€1
6621
€621
1821
LLT1
TSeI
cvea
vier

8811
L8TX

6.LTH
SLIN
¥91a

[44%°

199a
2998
0990
S29I
TC9A
8T9H

€639
269D

289)
L1891
it

€%ST

T€Sa
0ESA

sy
6150
L1891
60SA
20Sa
8874
9870
1874

1247
(147,%

(45728
8074
SO%L
98ed
69€S
L9€T

6S€Q

6,80

TEBA

LT8L

ST8A

90871

T8LA

8LLA

LyLd

8CTLA

€cLd

S69N

1691

S894

2893

8990

Inner capsid protein VP2

e Molecule 1

9%

6%

85%

Chain H

1874
(45729
SOPL
€9€4
T9ed
85€b
cvea
GEeT
90€T
6621
L.21
7821
L¥2N
j4548
981
YL
(47458

€CTA

LT8L
ST8A
S18d
908T
99.LT
S9LY
Y9.LA
[479¢
8TLA
8T
969N
€691
1,94
7,90
L9

199a
999d

6791
SYON
0%9T
S¢9I
T2C9X
€T
26390
289
TSSA
9%94
€%9T
0€SA
L1ST

0TSA
60SA

1

e Molecule 1

0§81

Inner capsid protein VP2

10%

7%

83%

Chain I

LLET

£9€d

65€Q

sed
€GET

TTET
60EN
6621
.21
1521
vier
8811
L8TX
981a
PLTT
¥91a

z6d

969N
€691
S894
2893
1,94
v.Loa
0791
S29I

TTON
TC9A

8T9H
2650
[4sk)
2954
9%sH

€Y9T
{472

0vSI
6€9D

Tesd
0ESA

L1871
€157
60SA
S0SY

20sa
TOSN

8874
98%d
1874
(45728

SOPL

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-45123, 9C1L

Full wwPDB EM Validation Report

L

Page 8

0€8L

L281L

Inner capsid protein VP2

SC8A

S18d

908T

98.a

S9LY
¥9.LA

PAZXS
9VLH

8CTLA

€TLa

e Molecule 1

8%

8%

84%

Chain J

SeeT

60€EN

6621

LL21

15148

622y

6124

vier

802a
L0TA

2610

1811

6.10

LLTA

SLIN
Y11

¥91a

STy

(47458

ovTA

STTA

€CTA
[441]

760

ced
163

199a
S594
0%971

§29I
j44°L

2TON
1428

009A
269D
06Ss
28S%
9%sy
€%51
9€SI
CTESK
T€Sa
0ESA
L1981
608A
8874
98%h
1874
62vd
(45729

LLET
9.LED

vLET
£9€d

09€T
65ed

SGeEN
6veL

8EES

S180
90871
€083
008a
PAZX S
8TLA
€23

7894

RNA-directed RNA polymerase

e Molecule 2

9%

90%

Chain P

ved
Legb

ozed
61€d

1924
1121
80CN

S6TA
7614

(4%

98TN

7814

0L14

SYIA

TVIN

€¢Td

€0T.L

06A

984

LLR

SL1

S9N

193

€491

-
)
=

67S

42!

8€D

sed

498

9198
€198
2091
9651
T6SS
9854
%831
S.SI
TLSS
¥9sL
T9SA
1SS
(478
TESL
8zsb
S2sa
LOSL
S0Sa
6670
S6¥%S
TS74
CEYY
9¢va
18¢€b
YLEW
L9€T
£9€X
T9€4d

8G€d
LSEQ

€860
v.Ll6L
TL60
LEBK
0€61
S68d

188A

8181
TL8Y%
9981
6G8L

9G68Y
§68S

T6L1
0618

L8.LY
vLLa

0L.Q

89.S
L9.Q

8%,

VLD
SYLL

62,4

1891

0894

S99

059a

9790

[4a4°ks

280TH
98074

780N

S.L0TS

69013

8S0TA

75011

9E0TA

€TOTH

0663

O

R LDWIDE
PROTEIN DATA BANK

W



Page 9

Full wwPDB EM Validation Report

EMD-45123, 9C1L

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 469892 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) 50 Depositor
Minimum defocus (nm) 1000 Depositor
Maximum defocus (nm) 2500 Depositor
Magnification Not provided
Image detector GATAN K3 (6k x 4k) Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

. Bond lengths Bond angles
Mol | Chain | pyia71 417 55 | RMSZ | #]7] 5
1 A 0.26 0/6503 0.50 0/8823
1 B 0.26 0/6494 0.49 0/8810
1 C 0.26 0/6689 0.50 0/9074
1 D 0.26 0/6884 0.49 0/9332
1 E 0.26 0/6617 0.50 0/8979
1 F 0.26 0/6706 0.49 0/9096
1 G 0.26 0/6698 0.49 0/9085
1 H 0.26 0/6706 0.49 0/9096
1 | 0.26 0/6655 0.49 0/9029
1 J 0.26 0/6797 0.49 0/9217
2 P 0.26 0/8967 0.48 | 0/12124
All All 0.26 | 0/75716 | 0.49 | 0/102665

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 6387 6413 6413 43 0
1 B 6378 6408 6408 36 0
1 C 6569 6595 6595 41 0
1 D 6764 6809 6809 46 0
1 E 6498 6529 6529 44 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 F 6586 6619 6619 34 0
1 G 6578 6608 6608 37 0
1 H 6586 6619 6619 33 0
1 I 6535 6563 6563 34 0
1 J 6677 6713 6713 42 0
2 P 8793 8874 8872 62 0
All All 74351 74750 74748 427 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 3.

All (427) 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)

2:P:937:TYR:OH 2:P:971:ASP:0OD2 1.97 0.83
1:A:546:ARG:NH2 1:A:595:ILE:O 2.12 0.82
1:E:868:ASP:0OD2 1:1:405:THR:OG1 1.99 0.80
1:J:91:LYS:NZ 2:P:642:GLU:OE2 2.15 0.80
2:P:768:SER:OG 2:P:774:GLU:OE2 2.00 0.80
1:A:368:GLN:NE2 2:P:990:GLU:OE2 2.18 0.77
1:E:270:GLU:OE1 1:E:307:ARG:NH1 2.18 0.76
1:H:247:ASN:OD1 1:H:850: THR:O0G1 2.01 0.76
1:C:546:ARG:NH2 1:C:595:1LE:O 2.20 0.75
1:1:674:ASP:0OD1 1:1:677:ARG:NH2 2.20 0.75
1:B:868:ASP:0D2 1:F:405:THR:0G1 2.02 0.75
1:A:523:GLN:O 1:A:533:LYS:NZ 2.18 0.74
1:B:546:ARG:NH2 1:B:595:ILE:O 2.21 0.74
1:E:546:ARG:NH2 1:E:595:ILE:O 2.20 0.74
2:P:880:ASP:0D2 2:P:1069:LYS:NZ 2.19 0.73
1:1:486:GLN:O 1:1:488:ARG:NH1 2.21 0.73
2:P:729:ARG:NH2 2:P:767:ASP:O 2.23 0.72
1:E:348:SER:OG 1:E:350:GLU:OE1 2.06 0.71
2:P:528:GLN:O 2:P:531:THR:0G1 2.08 0.71
2:P:44:LYS:NZ 2:P:61:GLU:OE2 2.23 0.71
1:1:786:ASP:0OD2 1:1:830: THR:OG1 2.08 0.70
1:J:175:ASN:OD1 1:J:179:GLN:NE2 2.25 0.70
1:G:682:GLU:OE1 1:G:685:ARG:NH1 2.25 0.70
1:E:152:ARG:NH1 1:E:723:GLU:OE1 2.25 0.70
1:F:247:ASN:OD1 1:F:850: THR:OG1 2.05 0.69
1:G:486:GLN:O 1:G:488:ARG:NH1 2.25 0.69
1:H:412:ILE:HG22 | 1:H:543:LEU:HD22 1.74 0.69

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

1:D:296:ASP:0OD2 1:H:582:LYS:NZ 2.26 0.68
1:B:152:ARG:NH1 1:B:723:GLU:OE1 2.26 0.68
1:H:674:ASP:OD1 1:H:677:ARG:NH2 2.27 0.67
1:1:682:GLU:OE1 1:1:685:ARG:NH1 2.27 0.67
1:C:152:ARG:NH1 1:C:723:GLU:OE1 2.26 0.67
1:D:221:ASP:O 1:D:229:ARG:NH2 2.28 0.67
1:C:868:ASP:0D2 1:G:405:THR:OG1 2.09 0.67
1:E:723:GLU:OE2 1:E:839:GLN:NE2 2.28 0.67
2:P:571:SER:OG 2:P:586:TYR:O 2.14 0.66
1:A:175:ASN:OD1 1:A:179:GLN:NE2 2.29 0.66
1:D:546:ARG:NH2 1:D:595:ILE:O 2.29 0.65
1:F:353:ILE:HD11 1:F:377:ILE:HB 1.78 0.65
1:J:481:PHE:CE1 1:J:509:VAL:HG21 2.31 0.65
1:F:546:ARG:NH1 1:F:592:CYS:O 2.30 0.65
1:A:412:ILE:CG2 1:A:543:LEU:HD22 2.27 0.65
1:F:412:1LE:HG22 1:F:543:LEU:HD22 1.77 0.65
1:G:412:ILE:HG22 | 1:G:543:LEU:HD22 1.77 0.65
1:B:188:LEU:HD11 | 1:B:264:LEU:HD21 1.79 0.65
1:C:309:ASN:O 1:C:622:ASN:ND2 2.30 0.64
1:G:355:LYS:NZ 1:G:359:ASP:0D2 2.31 0.64
1:J:376:GLY:O 1:J:590:SER:OG 2.16 0.64
1:B:188:LEU:HD11 1:B:264:LEU:CD2 2.28 0.64
1:D:69:LYS:HA 1:D:80:LEU:HD11 1.79 0.64
1:C:556:LEU:O 1:C:560:ASN:ND2 2.31 0.63
1:E:296:ASP:0OD2 1:1:582:LYS:NZ 2.31 0.63
1:C:104: THR:OG1 1:C:584:GLN:OE1 2.17 0.62
1:C:703:SER:O 1:C:834:LYS:NZ 2.31 0.61
1:E:412:ILE:CG2 1:E:543:LEU:HD22 2.31 0.61
1:A:311:LEU:O 1:A:618:HIS:NE2 2.33 0.61
1:1:481:PHE:CE1 1:1:509:VAL:HG21 2.35 0.61
1:J:486:GLN:O 1:J:488:ARG:NH1 2.33 0.61
1:J:723:GLU:N 1:J:723:GLU:OE1 2.32 0.61
2:P:791:LEU:HD22 2:P:856:ALA:HB1 1.82 0.61
1:E:311:LEU:O 1:E:618:HIS:NE2 2.33 0.61
1:B:723:GLU:OE2 1:B:839:GLN:NE2 2.33 0.60
1:A:125:LYS:NZ 1:A:192:ASP:0OD2 2.33 0.60
1:G:660:ASP:0OD1 1:G:662:SER:OG 2.19 0.60
1:E:601:ILE:HD11 1:E:869: THR:CG2 2.31 0.60
2:P: 77" TYR:CZ 2:P:748:LEU:HD13 2.37 0.60
1:H:693:LEU:HD12 1:H:696:MET:SD 2.42 0.60
1:D:311:LEU:O 1:D:618:HIS:NE2 2.33 0.60
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Atom-1 Atom-2 distance (A) overlap (A)

1:C:601:ILE:HD11 | 1:C:869:THR:HG21 1.84 0.59
1:G:175:ASN:ND2 1:G:179:GLN:OE1 2.35 0.59
1:H:174:LEU:HD22 | 1:H:640:LEU:HD12 1.84 0.59
2:P:261:PHE:O 2:P:507:-THR:0G1 2.11 0.59
1:B:601:ILE:HD11 1:B:869: THR:CG2 2.33 0.59
2:P:680:ARG:HD3 2:P:687:ILE:HD11 1.84 0.59
1:A:154:TYR:OH 1:A:723:GLU:OE2 2.20 0.59
2:P:24:1LE:HD11 2:P:49:SER:OG 2.02 0.58
1:B:195:VAL:HG21 1:B:209:SER:HA 1.86 0.58
1:C:428:ARG:HG2 | 1:H:530:VAL:HG11 1.85 0.58
1:D:97:ILE:HD11 1:D:374:LEU:HB2 1.86 0.58
1:G:481:PHE:CD1 | 1:G:509:VAL:HG21 2.39 0.58
1:F:175:ASN:OD1 1:F:179:GLN:NE2 2.36 0.58
1:A:412:ILE:HG22 | 1:A:543:LEU:HD22 1.86 0.58
1:G:481:PHE:CE1 1:G:509:VAL:HG21 2.38 0.58
2:P:495:SER:OG 2:P:499:GLN:O 2.12 0.58
1:A:660:ASP:0OD2 1:A:662:SER:OG 2.22 0.57
1:C:601:1ILE:HD11 1:C:869: THR:CG2 2.35 0.57
1:D:137:GLN:NE2 1:D:221:ASP:0OD2 2.35 0.57
1:D:663:ARG:NE 1:1:354:GLN:OE1 2.37 0.57
1:F:309:ASN:O 1:F:622: ASN:ND2 2.36 0.57
1:F:481:PHE:CE1 1:F:509:VAL:HG21 2.39 0.57
1:H:481:PHE:CE1 1:H:509:VAL:HG21 2.38 0.57
1:H:546:ARG:NH1 1:H:592:CYS:0O 2.36 0.57
1:A:703:SER:O 1:A:834:LYS:NZ 2.34 0.57
1:H:517:LEU:HD11 | 1:H:543:LEU:HD?23 1.87 0.57
1:J:309:ASN:O 1:J:622:ASN:ND2 2.38 0.56
1:C:480:HIS:O 1:C:484:ASN:ND2 2.37 0.56
1:G:311:LEU:O 1:G:618:HIS:NE2 2.36 0.56
1:J:355:LYS:NZ 1:J:359:ASP:0D2 2.37 0.56
1:F:270:GLU:OE1 1:F:307:ARG:NH1 2.38 0.56
2:P:363: TYR:CZ 2:P:367:ILE:HD11 2.40 0.56
2:P:729:ARG:NE 2:P:770:ASP:0OD1 2.38 0.56
1:H:825:VAL:O 1:H:827: THR:HG23 2.06 0.56
1:H:363:GLU:OE1 1:H:363:GLU:N 2.37 0.56
1:D:398: THR:HB 1:D:580: THR:HG22 1.87 0.56
1:E:786:ASP:0D2 1:E:828:SER:OG 2.24 0.56
1:G:517:LEU:HD11 | 1:G:543:LEU:HD23 1.88 0.56
1:D:601:ILE:HD11 1:D:869: THR:OG1 2.05 0.55
2:P:887:VAL:HG22 | 2:P:1054:LEU:CD2 2.35 0.55
1:D:396:GLN:OE1 1:D:574:HIS:ND1 2.38 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
1:F:481:PHE:CD1 1:F:509:VAL:HG21 2.41 0.55
1:E:309:ASN:O 1:E:622:ASN:ND2 2.37 0.55
1:C:397:ARG:NH2 1:C:579: THR:0G1 2.40 0.55
1:D:403:PHE:HB3 1:D:585:LEU:HD12 1.89 0.55
1:H:742:LEU:HD21 1:H:766:LEU:HB3 1.89 0.55
2:P:1084:ASN:O 2:P:1087:GLN:NE2 2.36 0.55
1:B:311:LEU:O 1:B:618:HIS:NE2 2.37 0.55
1:D:868:ASP:0OD2 1:H:405:THR:OG1 2.14 0.55
1:H:481:PHE:CD1 1:H:509:VAL:HG21 2.42 0.55
1:E:412:ILE:HG22 1:E:543:LEU:HD22 1.88 0.55
1:D:336:ALA:O 1:D:340: VAL:HG23 2.06 0.55
2:P:103: THR:HG22 2:P:103:THR:O 2.06 0.55
1:A:868:ASP:OD1 1:A:869: THR:N 2.40 0.55
1:D:152:ARG:NH1 1:D:723:GLU:OE1 2.40 0.55
1:1:546:ARG:NH1 1:1:592:CYS:O 2.40 0.54
1:1:621:TYR:CZ 1:I1:625:1LE:HD11 2.41 0.54
1:J:377:ILE:O 1:J:377:ILE:HG22 2.07 0.54
1:A:718:GLN:HA 1:A:827:-THR:HG22 1.90 0.54
1:E:125:LYS:NZ 1:E:192:ASP:0OD2 2.41 0.54
1:1:481:PHE:CD1 1:1:509: VAL:HG21 2.42 0.54
1:J:125:LYS:NZ 1:J:192:ASP:0D2 2.33 0.54
1:D:352:GLN:NE2 1:D:593:MET:O 2.41 0.54
1:G:667:ASP:0OD1 1:G:668:GLN:N 2.41 0.54
2:P:855:SER:O 2:P:859: THR:HG23 2.07 0.54
2:P:787:ALA:O 2:P:790:SER:OG 2.18 0.54
1:1:164:ASP:N 1:1:164:ASP:OD1 2.40 0.54
1:J:546:ARG:NH1 1:J:592:CYS:O 2.40 0.54
2:P:505:ASP:0OD1 2:P:505:ASP:N 2.41 0.54
2:P:561:TYR:O 2:P:564: THR:OG1 2.22 0.53
1:C:350:GLU:OE2 1:D:71:SER:OG 2.08 0.53
1:D:344:LYS:NZ 1:D:345:GLU:OE2 2.41 0.53
1:E:601:ILE:HD11 1:E:869: THR:HG21 1.89 0.53
1.F:277.ILE:HD11 1:F:299:LEU:HD11 1.90 0.53
1:H:815:ASP:0OD1 1:H:815:ASP:N 2.39 0.53
1:B:601:ILE:HD11 | 1:B:869:THR:HG21 1.90 0.53
1:C:311:LEU:O 1:C:618:HIS:NE2 2.37 0.53
1:J:363:GLU:N 1:J:363:GLU:OE1 2.41 0.53
2:P:186:ASN:ND2 2:P:192:GLU:OE2 2.40 0.53
1:A:336:ALA:O 1:A:340:VAL:HG23 2.09 0.53
1:B:420:VAL:HG23 | 1:B:421:VAL:HG23 1.91 0.53
1:D:320:ASN:O 1:D:671:ARG:NH2 2.39 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:398:THR:HB 1:C:580: THR:HG22 1.91 0.53
1:D:397:ARG:NH2 1:D:579:THR:0G1 2.40 0.53
2:P:24:.1LE:HD12 2:P:77:'TYR:HE1 1.73 0.53
2:P:141:ASN:ND2 2:P:208:ASN:OD1 2.41 0.53
1:E:195:VAL:HG21 1:E:209:SER:HA 1.91 0.52
1:B:621:TYR:CZ 1:B:625:ILE:HD11 2.43 0.52
1:D:117:ASP:O 1:D:119:LYS:NZ 2.39 0.52
1:J:728:VAL:CG2 1:J:806:LEU:HD11 2.40 0.52
2:P:24:.1LE:HD12 2:P:77:TYR:CE1 2.44 0.52
1:A:541:LEU:HD13 1:E:528:-MET:CE 2.40 0.52
1:E:420:VAL:HG23 | 1:E:421:VAL:HG23 1.90 0.52
1:C:221:ASP:O 1:C:229:ARG:NH2 2.42 0.52
1:B:718:GLN:HA 1:B:827: THR:HG22 1.92 0.52
1:C:543:LEU:HG 1:C:550:LEU:HD11 1.91 0.52
2:P:887:VAL:HG22 | 2:P:1054:LEU:HD21 1.91 0.51
1:J:349: THR:OG1 2:P:358:GLU:OE2 2.11 0.51
2:P:51:ASN:OD1 2:P:53:LEU:HD13 2.10 0.51
1:E:800:ASP:OD1 1:E:801: THR:N 2.44 0.51
1:J:481:PHE:CD1 1:J:509:VAL:HG21 2.45 0.51
1:D:125:LYS:NZ 1:D:192:ASP:0OD2 2.41 0.51
1:F:815:ASP:OD1 1:F:815:ASP:N 2.44 0.51
1:G:621:TYR:CZ 1:G:625:ILE:HD11 2.46 0.51
1:1:309:ASN:O 1:1:622: ASN:ND2 2.39 0.51
2:P:357:ASP:0D2 2:P:361:ARG:NE 2.43 0.51
1:G:367:ILE:HG22 1:G:369:SER:H 1.76 0.51
1:E:682:GLU:OE1 1:E:685:ARG:NH1 2.44 0.51
1:B:432:VAL:HG12 | 1:C:887:LEU:HD22 1.91 0.51
1:C:728:VAL:HG23 1:C:807:TYR:O 2.10 0.51
1:D:517:LEU:CD1 1:D:543:LEU:HD23 2.41 0.51
1:J:92:GLU:OE2 1:J:94:GLN:NE2 2.40 0.50
1:H:277ILE:HD11 1:H:299:LEU:HD11 1.94 0.50
1:E:202:ASP:0OD2 1:E:236:ARG:NH1 2.44 0.50
1:A:601:ILE:HD11 1:A:869: THR:CG2 2.41 0.50
1:B:336:ALA:O 1:B:340:VAL:HG23 2.11 0.50
1:F:358:GLN:O 1:F:361:GLN:NE2 2.38 0.50
1:G:352:GLN:NE2 1:G:593:MET:O 2.40 0.50
1:H:621:TYR:CZ 1:H:625:ILE:HD11 2.47 0.50
1:J:621:TYR:CZ 1:J:625:ILE:HD11 2.46 0.50
1:J:815:ASP:OD1 1:J:815:ASP:N 2.44 0.49
1:A:397:ARG:NH2 1:A:579:THR:OG1 2.44 0.49
1:B:660:ASP:0D2 1:B:662:SER:OG 2.30 0.49
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Atom-1 Atom-2 distance (A) overlap (A)

1:B:871:GLU:HG3 1:B:873:ILE:HG22 1.94 0.49
1:A:356:MET:HG2 | 1:A:542:LEU:HD22 1.94 0.49
1:J:360:LEU:HD12 1:J:374:LEU:HD21 1.95 0.49
2:P:194:GLU:N 2:P:194:GLU:OE1 2.46 0.49
1:E:740:ILE:HD12 1:E:764:VAL:HG21 1.93 0.49
1:1:723:GLU:OE1 1:1:723:GLU:N 2.42 0.49
1:F:718:GLN:HA 1:F:827:-THR:HG22 1.95 0.49
1:A:420:VAL:HG23 | 1:A:421:VAL:HG23 1.94 0.49
1:J:140:VAL:HG11 1:J:152:ARG:HD?2 1.94 0.49
1:A:786:ASP:0OD2 1:A:828:SER:OG 2.31 0.49
1:G:214:ILE:HG21 1:G:251:ILE:HG21 1.95 0.49
2:P:717:-TYR:OH 2:P:770:ASP:0OD2 2.21 0.49
2:P:1023:LYS:NZ 2:P:1058:TYR:O 2.37 0.49
1:C:188:LEU:HD23 | 1:C:264:LEU:CD2 2.42 0.48
1:E:505:ARG:NH2 1:E:562:GLU:OE1 2.45 0.48
1:G:546:ARG:NH1 1:G:592:CYS:O 2.46 0.48
1:B:728:VAL:HG23 1:B:807:TYR:O 2.13 0.48
1:D:309:ASN:O 1:D:622:ASN:ND2 2.43 0.48
1:F:230:ARG:NH1 1:F:234:GLU:OE2 2.47 0.48
1:1:174:LEU:HD22 1:1:640:LEU:CD1 2.43 0.48
1:1:728:VAL:CG2 1:1:806:LEU:HD11 2.42 0.48
1:E:621:TYR:CZ 1:E:625:ILE:HD11 2.49 0.48
1:F:517.LEU:HB2 1:F:540:1ILE:HG23 1.94 0.48
1:G:335:LEU:O 1:G:338:SER:OG 2.30 0.48
1:D:403:PHE:CB 1:D:585:LEU:HD12 2.43 0.48
1:A:294:ASN:OD1 1:A:295:-MET:N 2.46 0.48
1:A:723:GLU:OE2 1:A:839:GLN:NE2 2.46 0.48
1:B:786:ASP:0D2 1:B:828:SER:OG 2.31 0.48
1:C:195:VAL:HG21 1:C:209:SER:HA 1.96 0.48
1:C:188:LEU:HD23 1:C:264:LEU:HG 1.96 0.48
1:G:281:ILE:HD13 | 1:G:293:LEU:HD13 1.96 0.47
2:P:930:ILE:N 2:P:984:ASP:0OD2 2.45 0.47
1:C:778:VAL:HG22 | 1:C:809:ILE:HG23 1.96 0.47
2:P:591:SER:HA 2:P:596: THR:HG21 1.96 0.47
1:H:718:GLN:HA 1:H:827:- THR:HG22 1.95 0.47
1:C:621:TYR:CZ 1:C:625:1LE:HD11 2.50 0.47
1:C:786:ASP:0D2 1:C:828:SER:OG 2.32 0.47
1:J:122:GLN:OE1 1:J:123:VAL:N 2.47 0.47
1:A:541:LEU:HD13 1:E:528:MET:HE1 1.96 0.47
1:C:728:VAL:HG22 | 1:C:730:ILE:HG12 1.95 0.47
1:D:621:TYR:CZ 1:D:625:ILE:HD11 2.50 0.47
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1:I:311:LEU:O 1:1:618:HIS:NE2 2.41 0.47
1:1:353:ILE:HD11 1:1:377:ILE:HB 1.96 0.47
2:P:145:VAL:HG11 2:P:170:PHE:CD1 2.49 0.47
1:E:403:PHE:HB3 1:E:585:LEU:HD12 1.97 0.47
1:J:412:ILE:HG22 1:J:543:LEU:HD22 1.96 0.47
2:P:646:GLN:NE2 2:P:650:ASP:0OD1 2.47 0.47
1:E:363:GLU:O 2:P:983:GLN:NE2 2.48 0.46
1:C:420:VAL:HG23 | 1:C:421:VAL:HG23 1.97 0.46
1:C:660:ASP:0OD2 1:C:662:SER:OG 2.34 0.46
1:C:403:PHE:CB 1:C:585:LEU:HD12 2.46 0.46
1:D:786:ASP:0OD2 1:D:828:SER:OG 2.33 0.46
1:C:467:GLU:OE2 1:C:480:HIS:ND1 2.40 0.46
1:F:367:ILE:HG22 1:F:369:SER:H 1.81 0.46
1:D:428:ARG:HG2 1:1:530: VAL:HG11 1.97 0.46
1:1:746:MET:SD 1:1:747:ARG:NH1 2.89 0.46
1:D:154: TYR:OH 1:D:723:GLU:OE2 2.33 0.46
2:P:745: THR:HG22 2:P:746:GLY:H 1.81 0.46
1:A:853:LEU:HD23 1:J:667:ASP:HA 1.98 0.45
1:F:751:TYR:O 1:F:755: THR:0G1 2.22 0.45
1:G:519:GLN:OE1 1:G:522:ARG:NH2 2.47 0.45
1:D:577:THR:0G1 1:D:579:THR:O 2.29 0.45
1:H:174:LEU:HD22 1:H:640:LEU:CD1 2.47 0.45
1:D:778:VAL:HG22 | 1:D:809:ILE:HG23 1.97 0.45
1:A:296:ASP:0OD2 1:J:582:LYS:NZ 2.49 0.45
1:A:403:PHE:HB3 1:A:585:LEU:HD12 1.99 0.45
2:P:387:GLN:NE2 2:P:551:ASP:0OD2 2.46 0.45
2:P:575:1LE:HD12 2:P:584:ILE:HD12 1.97 0.45
1:A:728:VAL:HG23 1:A:807:TYR:O 2.17 0.45
1:F:311:LEU:O 1:F:618:HIS:NE2 2.47 0.45
1:F:755: THR:HG23 | 1:F:794:VAL:HG13 1.97 0.45
2:P:542:LEU:HD11 2:P:561:TYR:HD1 1.82 0.45
1:B:703:SER:O 1:B:834:LYS:NZ 2.45 0.45
1:D:764:VAL:HG22 1:D:765:ALA:N 2.31 0.45
1:1:187:TYR:C 1:1:188:LEU:HD12 2.37 0.45
1:J:177'TYR:CZ 1:J:181:LEU:HD11 2.51 0.45
2:P:75:-LEU:HD22 2:P:748:LEU:HD11 1.97 0.45
1:D:467:GLU:OE1 1:D:483:ASN:ND2 2.45 0.45
1:C:481:PHE:CZ 1:C:509:VAL:HG11 2.52 0.44
1:A:185:PRO:O 1:A:684:ARG:NH2 2.50 0.44
1:1:214:1ILE:HG21 1:1:251:ILE:HG21 1.99 0.44
1:D:360:LEU:HD21 | 1:D:542:LEU:HD11 1.98 0.44
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1:E:703:SER:O 1:E:834:LYS:NZ 2.51 0.44
1:H:728:VAL:CG2 | 1:H:806:LEU:HD11 2.48 0.44
2:P:86:GLU:O 2:P:90:VAL:HG13 2.17 0.44
1:E:517:LEU:CD1 1:E:543:LEU:HD23 2.47 0.44
1:F:718:GLN:HG2 1:F:825:VAL:HG11 1.99 0.44
1:G:187:TYR:C 1:G:188:LEU:HD12 2.38 0.44
1:H:277:1ILE:CD1 1:H:299:LEU:HD11 2.47 0.44
1:A:403:PHE:CB 1:A:585:LEU:HD12 2.47 0.44
1:C:353:1LE:HD11 1:C:377:ILE:HB 1.99 0.44
1:E:428:ARG:HG2 1:J:530:VAL:HG21 2.00 0.44
1:G:825:VAL:O 1:G:827: THR:HG23 2.17 0.44
1:1:531:ASP:N 1:1:531:ASP:OD1 2.51 0.44
1:J:800:ASP:N 1:J:800:ASP:OD1 2.50 0.44
1:B:740:1ILE:HD12 | 1:B:764:VAL:HG21 2.00 0.44
1:G:408:TYR:OH 1:G:535:SER:OG 2.35 0.44
1:F:174.LEU:HD22 | 1:F:640:LEU:HD12 2.00 0.44
1:D:853:LEU:HD23 1:H:667:ASP:HA 2.00 0.43
1:J:214:ILE:HG21 1:J:251:ILE:HG21 2.00 0.43
1:A:309:ASN:O 1:A:622:ASN:ND2 2.46 0.43
1:D:624:ARG:HD2 1:D:655:ARG:HB3 2.00 0.43
1:E:871:GLU:HG3 1:E:873:ILE:HG22 1.99 0.43
1:G:386:PHE:CE1 | 1:G:557:LEU:HD12 2.54 0.43
1:H:649:VAL:HG13 | 1:H:672:LEU:HD23 2.00 0.43
1:I:517:LEU:HB2 1:1:540:1ILE:HG23 1.99 0.43
1:D:755:THR:HG23 | 1:D:794:VAL:HG13 2.01 0.43
1:F:214:ILE:HG21 1:F:251:ILE:HG21 1.99 0.43
1:G:242:ASP:OD1 1:G:242:ASP:N 2.51 0.43
1:G:778:VAL:O 1:G:782:VAL:HG23 2.18 0.43
1:J:349: THR:HG23 1:J:377:ILE:O 2.18 0.43
1:A:755: THR:HG23 | 1:A:794:VAL:HG13 2.01 0.43
1:B:505:ARG:NH2 1:B:562:GLU:OE1 2.47 0.43
2:P:613:SER:O 2:P:616:SER:OG 2.35 0.43
1:E:353:ILE:HG13 | 2:P:974: THR:HG23 2.00 0.43
1:E:517:LEU:HD13 | 1:E:543:LEU:HD23 2.01 0.43
1:1:412:1ILE:HG22 1:1:543:LEU:HD22 1.99 0.43
1:1:513:LEU:O 1:I:517:LEU:HG 2.19 0.43
1:J:174:LEU:HD22 1:J:640:LEU:CD1 2.48 0.43
2:P:374:MET:SD 2:P:602:ILE:HD11 2.58 0.43
1:A:272:LEU:HD11 | 1:A:277:ILE:HG13 2.01 0.43
1:B:734:LEU:HD21 1:B:833:TYR:CG 2.53 0.43
1:1:764:VAL:HG22 1:1:765:ALA:N 2.33 0.43

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

2:P:145:VAL:CG2 2:P:211:1ILE:HG23 2.49 0.43
1:F:420:VAL:HG23 | 1:F:421:VAL:HG23 2.00 0.43
1:G:691:LEU:O 1:G:695:ASN:ND2 2.52 0.43
2:P:184:ARG:H 2:P:195:VAL:HG21 1.83 0.43
2:P:319:PHE:N 2:P:320:PRO:HD2 2.33 0.43
1:F:277ILE:CD1 1:F:299:.LEU:HD11 2.49 0.43
1:G:420:VAL:HG23 | 1:G:421:VAL:HG23 2.00 0.43
1:H:510:VAL:HB 1:H:551:VAL:HG22 2.01 0.43
1:1:825:VAL:O 1:1:827: THR:HG23 2.19 0.43
1:J:621:TYR:CE2 1:J:625:ILE:HD11 2.54 0.43
1:A:764:VAL:HG22 1:A:765:ALA:H 1.84 0.42
1:G:723:GLU:OE1 1:G:723:GLU:N 2.50 0.42
2:P:337:GLN:O 2:P:451:ARG:NH1 2.46 0.42
1:A:604:PRO:HB2 1:A:867:ALA:HB3 2.01 0.42
1:A:624:ARG:HD2 1:A:655:ARG:HB3 2.01 0.42
1:A:682:GLU:OE1 1:A:685:ARG:NH1 2.52 0.42
1:B:108:LYS:HG3 1:B:334:ILE:HD12 2.01 0.42
1:D:728:VAL:HG23 1:D:807:TYR:O 2.19 0.42
1:F:740:1ILE:HD12 1:F:764:VAL:HG21 2.01 0.42
1:H:186:ASP:0OD2 1:H:186:ASP:N 2.51 0.42
1:E:621:TYR:CE2 1:E:625:1LE:HD11 2.54 0.42
1:F:424:ASP:0OD1 1:F:424:ASP:N 2.52 0.42
1:E:329:THR:HG21 | 1:E:577:THR:HG21 2.01 0.42
1:E:449:-MET:SD 1:E:470:ILE:HD13 2.59 0.42
1:E:353:ILE:HG23 1:E:374:LEU:HD23 2.02 0.42
1:H:214:ILE:HG21 1:H:251:ILE:HG21 2.01 0.42
1:H:517:LEU:CD1 1:H:543:LEU:HD23 2.49 0.42
2:P:426:ASP:0D2 2:P:432:ARG:NH2 2.51 0.42
1:B:764:VAL:HG22 1:B:765:ALA:H 1.84 0.42
1:J:531:ASP:OD1 1:J:531:ASP:N 2.52 0.42
2:P:531:THR:H 2:P:531:THR:HG1 1.62 0.42
1:D:605:GLN:NE2 1:D:867:ALA:O 2.50 0.42
1:1:539:GLY:HA2 1:1:542:LEU:HD12 2.02 0.42
1:B:624:ARG:HD2 1:B:655:ARG:HB3 2.02 0.42
1:F:170:ARG:NE 1:F:638:LEU:O 2.52 0.42
1:H:123:VAL:HG22 | 1:H:306:ILE:HD12 2.01 0.42
1:1:277:ILE:CD1 1:1:299:LEU:HD11 2.50 0.42
1:1:501:ASN:OD1 1:1:502:ASP:N 2.53 0.42
1:A:740:ILE:HD12 | 1:A:764:VAL:HG21 2.01 0.42
1:C:294:ASN:OD1 1:C:295:MET:N 2.52 0.42
1:D:781:LEU:HD13 | 1:D:807:TYR:CD2 2.54 0.42

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

1:D:871:GLU:HG3 1:D:873:ILE:HG22 2.01 0.42
1:G:879:ASP:0OD1 1:G:879:ASP:N 2.51 0.42
1:J:164:ASP:OD1 1:J:164:ASP:N 2.42 0.42
1:B:175:ASN:OD1 1:B:179:GLN:NE2 2.49 0.42
1:D:728:VAL:HG22 | 1:D:730:ILE:HG13 2.02 0.42
1:F:645:MET:SD 1:F:645:MET:N 2.93 0.42
2:P:35:GLU:OE2 2:P:866: THR:HG22 2.19 0.42
1:A:601:ILE:HD11 | 1:A:869:THR:HG21 2.01 0.41
1:B:365:LEU:HD13 1:C:365:LEU:HG 2.00 0.41
1:J:600:VAL:O 1:J:600: VAL:HG23 2.20 0.41
2:P:878:LEU:HD22 | 2:P:1036:TYR:CD1 2.55 0.41
1:A:281:ILE:HD13 | 1:A:293:LEU:HD13 2.02 0.41
1:C:624:ARG:HD2 1:C:655:ARG:HB3 2.02 0.41
1:D:420:VAL:HG23 | 1:D:421:VAL:HG23 2.02 0.41
1:E:654:LYS:HG3 1:E:661:ILE:HD13 2.03 0.41
1:G:531:ASP:OD1 1:G:531:ASP:N 2.50 0.41
2:P:38:CYS:SG 2:P:65:VAL:HG13 2.60 0.41
1:A:783:ALA:HB3 1:A:785:LEU:HD13 2.02 0.41
1:B:131:ARG:NH2 1:B:211:THR:OG1 2.52 0.41
1:B:188:LEU:HD11 | 1:B:264:LEU:HD23 2.02 0.41
1:D:467:GLU:OE2 1:D:480:HIS:ND1 2.42 0.41
1:E:343:LEU:HB3 1:E:346:LEU:HD21 2.00 0.41
1:G:164:ASP:0OD1 1:G:164:ASP:N 2.53 0.41
1:J:207:VAL:HA 1:J:208:ASP:HA 1.88 0.41
1:D:188:LEU:HD22 | 1:D:264:LEU:HD21 2.02 0.41
1:D:273:ASN:ND2 1:D:276:ILE:HD12 2.35 0.41
1:H:335:LEU:CD1 1:H:613:VAL:HG11 2.51 0.41
1:1:693:LEU:HD12 1:1:696:MET:SD 2.61 0.41
1:C:141:TYR:N 1:C:723:GLU:O 2.51 0.41
1:J:219:PHE:O 1:J:229:ARG:NH1 2.51 0.41
1:B:296:ASP:0OD1 1:B:296:ASP:N 2.48 0.41
1:H:764:VAL:HG22 1:H:765:ALA:N 2.35 0.41
1:J:429:GLU:QOFE1 1:J:429:GLU:N 2.53 0.41
1:A:600:VAL:HG23 1:A:600:VAL:O 2.21 0.41
1:A:764:VAL:HG22 1:A:765:ALA:N 2.36 0.41
1:E:356:MET:HG2 | 1:E:542:LEU:HD22 2.03 0.41
1:G:806:LEU:HD13 1:G:832:VAL:HB 2.02 0.41
1:1:505:ARG:NH2 1:1:562:GLU:OE1 2.46 0.41
1:F:403:PHE:HB3 1:F:585:LEU:HD12 2.01 0.41
1:J:532:TYR:CE2 1:J:536:ILE:HD11 2.56 0.41
1:C:449:MET:SD 1:C:470:1LE:HD13 2.61 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:G:188:LEU:HD12 1:G:188:LEU:N 2.36 0.41
1:1:186:ASP:N 1:1:186:ASP:OD1 2.53 0.41
1:J:517:LEU:HD11 1:J:543:LEU:HD23 2.03 0.41
1:C:764:VAL:HG22 1:C:765:ALA:N 2.35 0.41
1:B:428:ARG:HG2 | 1:G:530:VAL:HG11 2.02 0.40
1:B:853:LEU:HD23 1:F:667:ASP:HA 2.01 0.40
1:E:653:LEU:HD23 | 1:E:656:LEU:HD12 2.03 0.40
1:F:513:LEU:O 1:F:517:LEU:HG 2.20 0.40
1:F:723:GLU:OE1 1:F:723:GLU:N 2.49 0.40
1:G:728:VAL:CG2 1:G:806:LEU:HD11 2.50 0.40
2:P:77:'TYR:CE1 2:P:748:LEU:HD13 2.56 0.40
2:P:123:GLU:OE1 2:P:123:GLU:N 2.48 0.40
1:A:273:ASN:OD1 1:A:276:ILE:HD12 2.21 0.40
1:B:621: TYR:CE2 1:B:625:1LE:HD11 2.57 0.40
1:C:115:LEU:HD23 1:C:335:LEU:HB2 2.01 0.40
1:C:403:PHE:HB3 1:C:585:LEU:HD12 2.04 0.40
1:E:728:VAL:HG22 1:E:730:ILE:HG13 2.02 0.40
1:J:277:ILE:CD1 1:J:299:LEU:HD11 2.50 0.40
1:J:335:LEU:O 1:J:338:SER:OG 2.33 0.40
2:P:1084:ASN:ND2 2:P:1086:PHE:O 2.54 0.40
1:B:236:ARG:NH2 1:B:237:GLN:O 2.53 0.40
2:P:542:LEU:HD11 | 2:P:561:TYR:CD1 2.56 0.40
1:B:481:PHE:CZ 1:B:509:VAL:HG11 2.56 0.40
1:C:734:LEU:HD21 1:C:833:TYR:CG 2.56 0.40
1:E:294:ASN:OD1 1:E:295:MET:N 2.55 0.40
1:E:360:LEU:HD21 | 1:E:542:LEU:HD11 2.02 0.40
1:J:624:ARG:HD2 1:J:655:ARG:HB3 2.04 0.40
1:F:231:PHE:O 1:F:235:MET:N 2.51 0.40
1:G:277:ILE:HD11 | 1:G:299:LEU:HD11 2.03 0.40
1:H:358:GLN:O 1:H:361:GLN:NE2 2.54 0.40
1:H:412:ILE:CG2 1:H:543:LEU:HD22 2.47 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 PDB entries followed by that with respect to all EM

entries.
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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 780/887 (88%) | 767 (98%) | 13 (2%) 0
1 B 779/887 (88%) | 767 (98%) | 12 (2%) 0
1 C 801/887 (90%) | 787 (98%) | 14 (2%) 0
1 D 825/887 (93%) | 811 (98%) | 13 (2%) | 1 (0%)
1 E 793/887 (89%) | 782 (99%) | 11 (1%) 0 |
1 F 803/887 (90%) | 789 (98%) | 14 (2%) 0 |
1 G 802/887 (90%) | 789 (98%) | 13 (2%) 0 |
1 H 803/887 (90%) | 790 (98%) | 13 (2%) 0 |
1 I 797/887 (90%) | 787 (99%) | 10 (1%) 0 100 [100]
1 J 814/887 (92%) | 800 (98%) | 14 (2%) 0 |
2 P | 1084/1088 (100%) | 1054 (97%) | 30 (3%) 0 |
All | ALl | 9081/9958 (91%) | 8923 (98%) | 157 (2%) | 1 (0%) |

All (1) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 D 105 PHE

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
A 718/818 (88% 715 (100%) | 3 (0%)

)

717/818 (88%) | 712 (99%) | 5 (

739/818 (90%) | 733 (99%) | 6 (1%

762/818 (93%) | 759 (100%) | 3 (0%
(89%) (
(91%)

731/818 (89%) | 727 (100%) | 4 (0%
741/818 (91%) | 732 (99%) | 9 (1%)

[ [ G S [ ray st
HIEH|lg Q™
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 G 740/818 (90%) 735 (99%) 5 (1%)
1 H 741/818 (91%) | 737 (100%) | 4 (0%)
1 I 735/818 (90%) | 731 (100%) | 4 (0%)
1 J 752/818 (92%) | 748 (100%) | 4 (0%)
2 P 987/989 (100%) | 978 (99%) 9 (1%)

All All 8363/9169 (91%) | 8307 (99%) | 56 (1%)

All (56) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 238 ARG
1 A 278 PHE
1 A 843 ARG
1 B 238 ARG
1 B 278 PHE
1 B 574 HIS
1 B 666 ASP
1 B 843 ARG
1 C 238 ARG
1 C 278 PHE
1 C 423 ASN
1 C 545 ASN
1 C 666 ASP
1 C 843 ARG
1 D 238 ARG
1 D 667 ASP
1 D 843 ARG
1 E 125 LYS
1 E 278 PHE
1 E 665 PRO
1 E 667 ASP
1 F 100 LYS
1 F 342 ASP
1 F 368 GLN
1 F 488 ARG
1 F 502 ASP
1 F 582 LYS
1 F 684 ARG
1 F 733 ASN
1 F 47 ARG

Continued on next page...
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Mol | Chain | Res | Type
1 G 142 ARG
1 G 502 ASP
1 G 535 SER
1 G 582 LYS
1 G 47 ARG
1 H 142 ARG
1 H 342 ASP
1 H 645 MET
1 H 666 ASP
1 I 92 GLU
1 I 359 ASP
1 I 363 GLU
1 I 815 ASP
1 J 142 ARG
1 J 684 ARG
1 J 47 ARG
1 J 803 LYS
2 P 341 ASP
2 P 525 ASP
2 P 665 LYS
2 P v TYR
2 P 871 LYS
2 P 880 ASP
2 P 895 GLN
2 P 984 ASP
2 P 1075 SER

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. There are
no such sidechains identified.

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 oligosaccharides in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
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5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-45123. These allow visual inspection
of the internal detail of the map and identification of artifacts.

Images derived from a raw map, generated by summing the deposited half-maps, are presented
below the corresponding image components of the primary map to allow further visual inspection
and comparison with those of the primary map.

6.1 Orthogonal projections (i)

This section was not generated.

6.2 Central slices (i)

This section was not generated.

6.3 Largest variance slices (i)

This section was not generated.

6.4 Orthogonal standard-deviation projections (False-color) (i)

This section was not generated.

6.5 Orthogonal surface views (i)

This section was not generated.

6.6 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
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7 Map analysis (i)
This section contains the results of statistical analysis of the map.

7.1 Map-value distribution (i)

This section was not generated.

7.2 Volume estimate versus contour level (i)

This section was not generated.

7.3 Rotationally averaged power spectrum (i)

This section was not generated. The rotationally averaged power spectrum had issues being dis-
played.


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

This section was not generated. No FSC curve or half-maps provided.


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

This section was not generated.


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