WDRLDWI

2PDB

PRDTEIN DATA BANK

Full wwPDB X-ray Structure Validation Report (i)

May 28, 2020 — 08:24 pm BST

PDBID : 1SOF
Title : Crystal structure of botulinum neurotoxin type B at pH 7.0
Authors : Eswaramoorthy, S.; Kumaran, D.; Keller, J.; Swaminathan, S.
Deposited on :  2003-12-30
Resolution : 2.30 A(reported)

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

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

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

MolProbity : 4.02b-467
Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED

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

Validation Pipeline (wwPDB-VP) : 2.11
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 2.30 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 . 19
Ramachandran outliers N 2.1%
Sidechain outliers NN I I 4.0%
Worse Better

0 Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 141614 5643 (2.30-2.30)
Ramachandran outliers 138981 5575 (2.30-2.30)
Sidechain outliers 138945 5575 (2.30-2.30)

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

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 1290 62% 33%

WORLDWIDE
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 10851 atoms, of which 0
are hydrogens and 0 are deuteriums.

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

e Molecule 1 is a protein called Botulinum neurotoxin type B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 1276 10429 6719 1676 2001 33 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
2 A 1 1 1 0 0

e Molecule 3 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Ca
3 A 2 5 5 0 0
e Molecule 4 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
4 A 419 419 419 0 0
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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-
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

coded according to the number of geometric quality criteria for which they contain at least one
not in the model, are shown in grey.

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

3 Residue-property plots (i)

Note EDS was not executed.
e Molecule 1: Botulinum neurotoxin type B

Page 4
Chain A:

S07a
701D
€071
20t1d
TOTH

L6Y

964

68b

11443

8T1TH

9TCH

€121

(34]

90zh
S0zZA

86TX
L6712

Ll
L

7814

T81S

0814
6.LTH

€L1a

8913

€971

TS
08Ty
6714
8v1a
LYTA

3

TPII
[ViA%)

TETI

¥C1d
E€CTA

1Y

611D

Ll

LTTR
9T1d
STTI

8EES

9EEN

veed
€EES
zeed

0EEA

£€ced

TTEN
0zeN

LIEN
91€I

P1el
ETEN

T1EQ

8621

962H

v6TN

T6CA

88TK
1821

£€8CTL

TLCd

L9232

$9zb

0921

LSGTH

4[4}

08cd

8%CI

£%TA

eI
0%ZH

9221

¢sva

PA474YS

S¥H0

£¥¥D

6ETA

LEDA

SETH
EVD

TEVR

8C¥'1
LTVH

STvd
vevs
£THI

Tcva

STPI
14541

1190

6074

Ll

86€EN

veex
€6€I

€8¢

8.ed
LLET

g.lea

TLES

L9€Y
99€1

voex

0vea

8984
LSSS

TSSI

6%ST

9%9d

PPaL

8€8h

9€ST

pesn

62SI

60SS

G08d

00SI
667X

L6YI
9671

£6%a

T6%1
06%1
6872

1

G8%d

1

08%1

9.L%L

2529
€£.%3

TL%Y

»9%a

T9%S

6974
89%a

GSPd

9.L9%
EL9N
cLea
TL9I
0L9%

8991
1991

§994

T99A

L8991

¥491

[4t°k
1991

6791
9%9d
SYoV
¥PoI
£%94

0voN
6€£9d

6297

1291

€T9I

0Z9A

9191

198
1190

L09S

S09N

2091

866N

§S.8Q

8994

€991
2991

09sa

CTILR
1.4

60LL

70L1

2oL

8691

CTEOM

MO 100N 0DO
NN N oo Mo © 0 © © &
©OO O ©©OOYOoO
HHANX A JdABX@=mM}

LL6I
9.6a

TL6M
TL6I

€961
29634

096D

TS61

0G6L

8%6d

9Y6H

147498
£Y6N

1961

6€6a

ce6d

£26'1

616N
8164

9161
ST6N

TT6L

6064

00774

L60TR

mJ“ag
meﬂm
€80T1
aJmﬁr
9L0TI
SLOTH

]
690TN
]
990T§
|
€90TL
CTO0TN
19074
|
SGOTW
vG0TM
|
8%0T1a
|
%074

YEOTI

ce0Td

LTOTI

¥COTN

PI0TY

900TI

TO0TH

c66d
1664

686N

78634

0863
6,69

LOTTA
99771

T9TTH

89TTd

8YITY
PAAAY S
9%ITI
SPITI
P11

(4455

0%1TI

9ETTH

€ETTI
CETTA

0ETTS

8TTT
LTTIN

STTITA
4%
€CTTY
ZCTTL

0CTTI
61113

LITTA

Q1118

(4295}
TITT1

607TI
80TTA
LOTTS
90TTN

Z0TTY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

1SOF

Full wwPDB X-ray Structure Validation Report

Page 5

(474
15741
0%CTH
mmmﬂu
wmmﬂq
€ecTa
2ETTa

0€TTS
62214

Lgeia

£2T11

12210
ommﬂu
mﬂmﬂa
4245
60211
momﬁa
Y0TTA
€02Td
T0zgTd
10210

66110

LBTTI
9611d

Y6711

CT6TT1

68112

L8TTA

S8TT4d

08TTX
6LTTA
8LTTY

9L112

E€LTTT
CTLTIN

69110

L

28CTI
18214
08210

8LTIN
LLTTD

SLTT1

CLTIN

0.Lg1d
69CTH
89CTY

99CTA
S9CTE

€921
141499

8GTTI

SGTTA

£38TTA

15213

vvera
157499

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 6 Full wwPDB X-ray Structure Validation Report 1S0F

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section is therefore incomplete.

Property Value Source
Space group P1211 Depositor
Cell constants 77.60A 122.85A 93.41A .
Depositor
a, b, c,a, B, 90.00°  112.48°  90.00°
Resolution (A) 50.00 — 2.30 Depositor
7 Data completencss 80.8 (50.00-2.30) Depositor
(in resolution range)
Rinerge 0.08 Depositor
Raym (Not available) Depositor
Refinement program CNS 1.0 Depositor
R, Rree 0.227 , 0.288 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 10851 wwPDB-VP
Average B, all atoms (A2) 38.0 wwPDB-VP
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5 Model quality (i)

5.1 Standard geometry (i)

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

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 | o771 55 | RMSZ | #(7] >5
1 A 041 | 0/10653 | 0.62 | 2/14403 (0.0%)

There are no bond length outliers.

All (2) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°®) | Ideal(°)
1 A 661 | VAL | N-CA-C | -5.06 97.33 111.00
1 A 193 | LYS | N-CA-C | -5.05 97.37 111.00

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 10429 0 10182 399 0
A 1 0 0 0 0
3 A 2 0 0 0 0
4 A 419 0 0 19 0
All All 10851 0 10182 399 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 19.
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All (399) 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:A:1223:LEU:HB2 | 1:A:1236:LEU:HD23 1.28 1.10
1:A:834:ILE:HD11 1:A:917:ILE:HG13 1.44 0.99
1:A:946:HIS:O 1:A:947:ASN:HB2 1.65 0.96
1:A:1075:LYS:HE2 1:A:1215:GLN:HE22 1.31 0.95
1:A:142:SER:OG 1:A:148:GLU:HG2 1.68 0.93
1:A:309:ILE:HD13 1:A:309:ILE:H 1.36 0.91
1:A:1241:ARG:HH21 1:A:1252:TYR:H 1.15 0.90
1:A:367:LYS:H 1:A:411:GLN:HE22 0.91 0.90
1:A:367:LYS:H 1:A:411:GLN:NE2 1.71 0.89
1:A:142:SER:HB2 1:A:149:ARG:H 1.38 0.88
1:A:1192:LEU:HD21 1:A:1258:ILE:HB 1.55 0.88
1:A:1223:.LEU:HB2 1:A:1236:LEU:CD2 2.03 0.88
1:A:826:LYS:HA 1:A:829:LYS:HE2 1.58 0.85
1:A:425:LYS:HD3 1:A:428:LEU:HD12 1.58 0.85
1:A:1115:SER:HB2 1:A:1116:PRO:HD2 1.60 0.84
1:A:1241:ARG:HH21 1:A:1252:TYR:N 1.76 0.83
1:A:1272:ASN:HD22 1:A:1275:LEU:HG 1.42 0.82
1:A:802:LYS:HE2 1:A:828:ASN:ND2 1.93 0.82
1:A:367:LYS:N 1:A:411:GLN:HE22 1.75 0.81
1:A:612:LYS:HB3 1:A:1076:ILE:HD13 1.62 0.81
1:A:640:ASN:HB2 4:A:1500:HOH:O 1.82 0.80
1:A:211:ALA:HB1 1:A:764:ASN:HD21 1.45 0.80
1:A:309:ILE:CD1 1:A:309:ILE:H 1.96 0.79
1:A:493:ASP:0OD2 1:A:496:LEU:HB2 1.81 0.79
1:A:1106:ASN:ND2 1:A:1136:ARG:HE 1.82 0.78
1:A:140:LEU:HD11 1:A:147:VAL:HA 1.66 0.77
1:A:563:LEU:HG 4:A:1695:HOH:O 1.85 0.76
1:A:213:ILE:H 1:A:760:ASN:HD21 1.34 0.76
1:A:1241:ARG:HA 1:A:1254:ASP:HA 1.69 0.75
1:A:203:ASN:HB3 1:A:218:GLY:HA2 1.68 0.75
1:A:211:ALA:HB1 1:A:764:ASN:ND2 2.02 0.74
1:A:657:LEU:HD11 1:A:786:MET:HG2 1.68 0.74
1:A:1125:LYS:HD3 1:A:1136:ARG:NH1 2.03 0.74
1:A:977:ILE:HG21 1:A:1032:GLU:OE1 1.87 0.74
1:A:550:ARG:HH11 1:A:550:ARG:HB2 1.52 0.74
1:A:435:-MET:HG2 1:A:529:ILE:HD11 1.71 0.73
1:A:1192:LEU:HG 1:A:1256:PHE:O 1.90 0.72
1:A:976:ASP:OD2 1:A:980:LYS:HB3 1.90 0.71
1:A:670: TYR:CD2 1:A:676:LYS:HB3 2.25 0.71
1:A:1181: THR:O 1:A:1203:PHE:HB3 1.91 0.71

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

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

1:A:1243:TYR:O 1:A:1244:GLU:HG3 1.90 0.70
1:A:1014:LYS:HE2 1:A:1024:ASN:ND2 2.07 0.70
1:A:193:LYS:HD3 4:A:1404:HOH:O 1.89 0.70
1:A:802:LYS:HE3 1:A:828:ASN:HA 1.74 0.69
1:A:870:LYS:HG3 1:A:875:ILE:HD11 1.74 0.68
1:A:309:ILE:HD13 1:A:309:ILE:N 2.07 0.68
1:A:919:ASN:C 1:A:921:VAL:H 1.95 0.68
1:A:1236:LEU:HD12 1:A:1262:TYR:CB 2.24 0.67
1:A:209:LYS:CB 1:A:218:GLY:H 2.07 0.67
1:A:205:VAL:HA 4:A:1608:HOH:O 1.94 0.67
1:A:812:ASN:O 1:A:816:LEU:HG 1.95 0.67
1:A:4:ILE:HD12 1:A:95:PHE:HB3 1.76 0.67
1:A:32:TYR:OH 1:A:150:LYS:HE2 1.94 0.67
1:A:439:VAL:HB 1:A:443:GLY:HA2 1.77 0.67
1:A:330: VAL:HG23 1:A:338:SER:HB3 1.75 0.67
1:A:548:ASP:HA 4:A:1466:HOH:O 1.96 0.66
1:A:213:ILE:N 1:A:760:ASN:HD21 1.93 0.65
1:A:1115:SER:HB2 1:A:1116:PRO:CD 2.25 0.65
1:A:1197:ILE:HA 4:A:1354:HOH:O 1.94 0.65
1:A:812:ASN:HB3 1:A:816:LEU:HG 1.79 0.65
1:A:1126:TYR:CE1 1:A:1128:GLN:HB2 2.33 0.64
1:A:394:GLU:HB3 4:A:1666:HOH:O 1.97 0.64
1:A:1107:SER:HB3 1:A:1120:ILE:CG2 2.28 0.64
1:A:670: TYR:CD2 1:A:676:LYS:HD3 2.33 0.63
1:A:920:SER:HG 1:A:922:PHE:HE1 1.46 0.63
1:A:437:LYS:HD2 1:A:444:ILE:HG23 1.80 0.63
1:A:85:ASN:ND2 1:A:89:GLN:HE21 1.97 0.63
1:A:471:ARG:HH11 1:A:471:ARG:HG3 1.64 0.62
1:A:825:SER:O 1:A:829:LYS:HG2 1.98 0.62
1:A:1142:GLU:HB2 1:A:1144:.PHE:CE1 2.33 0.62
1:A:13:ILE:HD13 1:A:20:MET:HG2 1.82 0.62
1:A:1126:TYR:CZ 1:A:1128:GLN:HB2 2.36 0.61
1:A:550:ARG:HH11 1:A:550:ARG:CB 2.12 0.61
1:A:7:PHE:HZ 1:A:37:LYS:O 1.83 0.61
1:A:982:LYS:HG2 1:A:1030:ILE:HD11 1.83 0.61
1:A:685:LEU:O 1:A:688:ARG:HB3 2.01 0.61
1:A:1111:LEU:HD23 | 1:A:1172:ASN:ND2 2.14 0.61
1:A:845:ASP:0O 1:A:849:ILE:HG12 2.01 0.61
1:A:946:HIS:O 1:A:947:ASN:CB 2.43 0.61
1:A:1086:PHE:HB2 1:A:1282:ILE:HG12 1.81 0.60
1:A:1117:VAL:HG22 4:A:1668:HOH:O 2.00 0.60

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:296:ARG:HH11 1:A:296:ARG:HG2 1.65 0.60
1:A:816:LEU:HB2 1:A:820:ALA:HB2 1.83 0.60
1:A:1241:ARG:NH2 1:A:1252:TYR:H 1.95 0.60
1:A:802:LYS:HE2 1:A:828:ASN:CG 2.21 0.60
1:A:1236:LEU:HD12 | 1:A:1262:TYR:HB3 1.84 0.60
1:A:1:PRO:HB2 1:A:105:GLU:OE2 2.01 0.60
1:A:330: VAL:CG2 1:A:338:SER:HB3 2.32 0.60
1:A:646:GLY:O 1:A:649:ILE:HG12 2.01 0.60
1:A:667:LEU:HD11 1:A:805:LEU:HD23 1.84 0.60
1:A:206:GLN:HA 1:A:771:ASN:ND2 2.17 0.60
1:A:1189:GLU:OE1 1:A:1189:GLU:N 2.35 0.59
1:A:921:VAL:O 1:A:922:PHE:HB3 2.02 0.59
1:A:1268:ARG:HH11 | 1:A:1268:ARG:HG3 1.67 0.59
1:A:1111:LEU:HD13 | 1:A:1194:LEU:HD12 1.83 0.59
1:A:1148:ARG:NH2 1:A:1158:ASP:HB3 2.17 0.59
1:A:1183:LYS:HD?2 1:A:1202:GLU:O 2.03 0.59
1:A:409:ARG:NH1 1:A:415:ILE:HD13 2.18 0.59
1:A:977:ILE:HD13 1:A:1032:GLU:HB3 1.84 0.59
1:A:1236:LEU:HD12 | 1:A:1262:TYR:HB2 1.84 0.59
1:A:817:ILE:HG22 1:A:818:GLY:H 1.68 0.58
1:A:1145:1ILE:HD13 | 1:A:1147:ARG:NH2 2.18 0.58
1:A:1241:ARG:HB2 1:A:1254:ASP:0D2 2.04 0.58
1:A:1223:LEU:CB 1:A:1236:LEU:HD23 2.20 0.58
1:A:1241:ARG:NH2 1:A:1251:GLU:HA 2.19 0.58
1:A:330:VAL:HG22 1:A:338:SER:O 2.04 0.58
1:A:976:ASP:HB3 1:A:1030:ILE:HG23 1.86 0.57
1:A:826:LYS:HA 1:A:829:LYS:CE 2.33 0.57
1:A:243:VAL:CG2 1:A:287:ILE:HG23 2.34 0.57
1:A:645:ALA:HB3 1:A:649:1LE:HG23 1.87 0.57
1:A:213:ILE:H 1:A:760:ASN:ND2 2.00 0.57
1:A:670: TYR:HB2 1:A:677:1ILE:HG13 1.87 0.57
1:A:899:LYS:HD2 1:A:1054: TRP:CZ2 2.40 0.57
1:A:1106:ASN:HD22 1:A:1136:ARG:HE 1.53 0.56
1:A:645:ALA:HB3 1:A:649:ILE:CG2 2.35 0.56
1:A:639:GLU:O 1:A:643:GLU:HG3 2.04 0.56
1:A:1228:GLU:OE1 1:A:1228:GLU:N 2.38 0.56
1:A:546:PRO:HB2 1:A:549:1LE:HG12 1.87 0.56
1:A:819:SER:O 1:A:822:TYR:HB3 2.05 0.56
1:A:332:ASP:0OD2 1:A:336:LYS:HB3 2.06 0.56
1:A:101:LYS:HB2 1:A:364:TYR:CZ 2.40 0.56
1:A:670:TYR:CG 1:A:676:LYS:HB3 2.41 0.56

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:64:ILE:CD1 1:A:431:TYR:HB2 2.36 0.56
1:A:1147:ARG:O 1:A:1166:1LE:HB 2.06 0.56
1:A:730:GLU:OE1 1:A:756:ASN:OD1 2.23 0.56
1:A:80: THR:O 1:A:84:LYS:HG3 2.07 0.55
1:A:840:SER:HB3 1:A:849:ILE:HD12 1.88 0.55
1:A:1185:PHE:C 1:A:1187:LYS:H 2.10 0.55
1:A:311:ASP:HB3 1:A:314:ILE:HG12 1.88 0.55
1:A:1181:THR:HG21 | 1:A:1258:ILE:HD13 1.88 0.55
1:A:909:ARG:HD2 4:A:1561:HOH:O 2.06 0.55
1:A:499:LYS:O 1:A:500:ILE:HD13 2.07 0.55
1:A:892:LEU:HD23 1:A:898:PHE:HB3 1.89 0.55
1:A:1255:TYR:C 1:A:1257:CYS:H 2.10 0.54
1:A:1265:GLU:HA | 1:A:1268:ARG:HH11 1.73 0.54
1:A:1263:LEU:O 1:A:1266:VAL:HG22 2.06 0.54
1:A:260: THR:HG21 1:A:455:PHE:HE1 1.72 0.54
1:A:787:ILE:HB 1:A:788:PRO:HD3 1.90 0.54
1:A:1182:TYR:C 1:A:1182:TYR:CD2 2.81 0.54
1:A:332:ASP:0OD1 1:A:334:GLU:HB2 2.08 0.54
1:A:485:PHE:HE2 1:A:490:LEU:HB2 1.73 0.54
1:A:377:LEU:HB3 1:A:378:PRO:CD 2.38 0.54
1:A:1083:LEU:HD13 1:A:1209:ILE:CD1 2.38 0.54
1:A:698:LEU:O 1:A:702:GLN:HG3 2.08 0.54
1:A:1208:GLN:OE1 1:A:1210:LYS:HD3 2.07 0.53
1:A:692: TRP:CH2 1:A:834:1ILE:HB 2.43 0.53
1:A:1199:ASP:O 1:A:1201:ASP:N 2.42 0.53
1:A:1272:ASN:ND2 1:A:1275:LEU:HG 2.16 0.53
1:A:823:GLU:HA 1:A:826:LYS:HB2 1.89 0.53
1:A:670: TYR:HD2 1:A:676:LYS:HD3 1.74 0.53
1:A:813:LYS:HG3 1:A:814:LEU:N 2.23 0.53
1:A:1268:ARG:NH1 | 1:A:1268:ARG:HG3 2.23 0.53
1:A:887:TYR:HD1 1:A:907:LYS:HG3 1.73 0.53
1:A:1180:TYR:HB3 1:A:1204:TYR:O 2.08 0.53
1:A:1265:GLU:HA 1:A:1268:ARG:NH1 2.23 0.53
1:A:1086:PHE:CB 1:A:1282:ILE:HG12 2.40 0.53
1:A:31:ARG:HG3 1:A:32:TYR:N 2.24 0.53
1:A:817:ILE:HG22 1:A:818:GLY:N 2.24 0.53
1:A:296:ARG:HG2 1:A:296:ARG:NH1 2.23 0.52
1:A:1014:LYS:HE2 1:A:1024:ASN:HD21 1.74 0.52
1:A:221:SER:HB2 1:A:226:ILE:HD11 1.90 0.52
1:A:1125:LYS:HB3 | 1:A:1136:ARG:HH11 1.74 0.52
1:A:907:LYS:HA 1:A:1041:PHE:O 2.08 0.52
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:82:ASP:O 1:A:86:ILE:HG13 2.10 0.52
1:A:1066:SER:H 1:A:1069:ASN:HD22 1.57 0.52
1:A:887:TYR:CD1 1:A:907:LYS:HG3 2.44 0.52
1:A:1191:LYS:HG3 1:A:1242:PHE:HE1 1.74 0.52
1:A:972: TRP:CD2 1:A:1006:ILE:HG21 2.44 0.52
1:A:1163:GLU:OE1 1:A:1210:LYS:HD2 2.10 0.52
1:A:1179:VAL:HG22 | 1:A:1194:LEU:HD22 1.92 0.51
1:A:1182:TYR:O 1:A:1183:LYS:CB 2.58 0.51
1:A:1230:SER:C 1:A:1232:ASP:N 2.62 0.51
1:A:64:ILE:HD11 1:A:431:TYR:CD1 2.45 0.51
1:A:864:1ILE:HG21 1:A:916:ILE:HG21 1.91 0.51
1:A:241:ILE:HG22 1:A:291:VAL:HG13 1.91 0.51
1:A:1010:LEU:HD13 | 1:A:1011:ASN:OD1 2.10 0.51
1:A:102:PRO:O 1:A:106:LYS:HD2 2.10 0.51
1:A:932:ARG:HD3 1:A:1001:TRP:CD1 2.45 0.51
1:A:665:PHE:CZ 1:A:687:LYS:HG3 2.46 0.51
1:A:338:SER:HB2 4:A:1557:HOH:O 2.10 0.51
1:A:925:PHE:HB2 1:A:1061:PHE:O 2.11 0.51
1:A:32:TYR:N 1:A:32:TYR:CD1 2.78 0.51
1:A:1169:ASP:0D2 1:A:1176:GLU:OE2 2.29 0.50
1:A:1275:LEU:HD13 1:A:1277:CYS:SG 2.50 0.50
1:A:1262:TYR:O 1:A:1265:GLU:N 2.44 0.50
1:A:1272:ASN:HD22 1:A:1275:LEU.CG 2.20 0.50
1:A:425:LYS:HB3 4:A:1468:HOH:O 2.11 0.50
1:A:826:LYS:CA 1:A:829:LYS:HE2 2.34 0.50
1:A:444:ILE:O 1:A:444:ILE:HG13 2.11 0.50
1:A:819:SER:O 1:A:822:TYR:N 2.43 0.50
1:A:960:GLY:HA2 1:A:1034:ILE:O 2.11 0.50
1:A:22:GLU:CD 1:A:28:GLY:HA?2 2.32 0.50
1:A:627:LEU:HD11 1:A:718:MET:HG2 1.94 0.50
1:A:66:ASN:OD1 1:A:69:VAL:HG23 2.12 0.50
1:A:775:ASN:HB3 1:A:851:MET:HG2 1.93 0.50
1:A:1215:GLN:HA 1:A:1215:GLN:HE21 1.76 0.49
1:A:1112:LYS:HA 1:A:1119:GLU:OE2 2.11 0.49
1:A:1253:LYS:CB 1:A:1255:TYR:HE1 2.24 0.49
1:A:1227:ASP:C 1:A:1229:GLU:H 2.16 0.49
1:A:439:VAL:O 1:A:439:VAL:HG12 2.12 0.49
1:A:976:ASP:HA 1:A:1032:GLU:O 2.12 0.49
1:A:817:ILE:CG2 1:A:818:GLY:H 2.25 0.49
1:A:1123:ARG:HG2 | 1:A:1140:1LE:HD11 1.94 0.49
1:A:142:SER:CB 1:A:148:GLU:HG2 2.42 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:989:ASN:HD22 1:A:992:GLU:HG3 1.77 0.49
1:A:1025:THR:HG22 | 1:A:1027:ILE:HG23 1.95 0.49
1:A:686: THR:HA 1:A:689:ASN:HD22 1.78 0.49
1:A:103:LEU:HB2 1:A:491:.ILE:HD11 1.95 0.49
1:A:791:VAL:HB 1:A:915:ASN:HB3 1.94 0.48
1:A:1265:GLU:O 1:A:1268:ARG:HB2 2.13 0.48
1:A:71:GLU:HG2 1:A:168:GLU:OE2 2.12 0.48
1:A:952:ILE:HD12 1:A:963:ILE:HD12 1.95 0.48
1:A:605:ASN:C 1:A:607:SER:H 2.15 0.48
1:A:809:ILE:HG23 1:A:816:LEU:HD12 1.96 0.48
1:A:260: THR:CG2 1:A:455:PHE:HE1 2.27 0.48
1:A:1272:ASN:HB3 1:A:1275:LEU:HG 1.96 0.48
1:A:1191:LYS:CG 1:A:1242:PHE:HE1 2.27 0.48
1:A:1257:CYS:SG 1:A:1257:CYS:O 2.72 0.48
1:A:182:SER:O 1:A:240:GLY:HA2 2.14 0.48
1:A:1111:LEU:HD23 | 1:A:1172:ASN:HD22 1.76 0.48
1:A:1111:LEU.CD2 | 1:A:1172:ASN:HD22 2.26 0.48
1:A:678:ILE:HG12 1:A:823:GLU:OE1 2.14 0.48
1:A:730:GLU:O 1:A:734:LYS:HG3 2.14 0.48
1:A:919:ASN:C 1:A:921:VAL:N 2.63 0.48
1:A:950: THR:0OG1 1:A:962:LYS:HD2 2.14 0.48
1:A:1182:TYR:O 1:A:1183:LYS:HB2 2.14 0.48
1:A:678:ILE:HG22 1:A:682:ASP:0OD2 2.14 0.48
1:A:1132:TYR:CD1 1:A:1132:TYR:N 2.82 0.47
1:A:497:ILE:HD13 4:A:1710:HOH:O 2.13 0.47
1:A:612:LYS:HE3 4:A:1463:HOH:O 2.14 0.47
1:A:670: TYR:O 1:A:677:ILE:HD11 2.14 0.47
1:A:802:LYS:CE 1:A:828:ASN:HA 2.44 0.47
1:A:1120:ILE:HD12 1:A:1239:ILE:HD13 1.96 0.47
1:A:474: TYR:HB2 1:A:679:LYS:HB2 1.97 0.47
1:A:645:ALA:CB 1:A:649:1LE:HG23 2.44 0.47
1:A:919:ASN:O 1:A:921:VAL:N 2.48 0.47
1:A:1147:ARG:HB2 | 1:A:1167:TYR:HB2 1.96 0.47
1:A:203:ASN:HD22 1:A:203:ASN:N 2.12 0.47
1:A:458:ASP:0OD2 1:A:459:LYS:N 2.47 0.47
1:A:704:LEU:O 1:A:709: THR:HG23 2.13 0.47
1:A:1082: TYR:HA 1:A:1161:ARG:HA 1.96 0.47
1:A:21:MET:HG2 1:A:22:GLU:N 2.30 0.47
1:A:398:ASN:HD21 1:A:411:GLN:HE21 1.62 0.47
1:A:1199:ASP:O 1:A:1199:ASP:OD1 2.33 0.47
1:A:558:PHE:CZ 1:A:562:LEU:HD11 2.50 0.47
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:64:ILE:HD12 1:A:431:TYR:HB2 1.97 0.47
1:A:989:ASN:HD22 1:A:992:GLU:CG 2.28 0.47
1:A:216:ARG:O 1:A:414:ALA:HB2 2.14 0.47
1:A:97:ARG:HG3 1:A:97:ARG:HH11 1.79 0.47
1:A:405:GLU:C 1:A:405:GLU:OE1 2.54 0.46
1:A:1230:SER:C 1:A:1232:ASP:H 2.17 0.46
1:A:1100:PHE:HD2 1:A:1280:GLN:HB2 1.80 0.46
1:A:1190:GLU:O 1:A:1258:ILE:HG22 2.16 0.46
1:A:283: THR:HA 4:A:1638:HOH:O 2.15 0.46
1:A:1220:CYS:SG 1:A:1281:PHE:HE1 2.39 0.46
1:A:1241:ARG:HB2 1:A:1254:ASP:CG 2.35 0.46
1:A:434:GLN:HG2 1:A:445:CYS:HB3 1.97 0.46
1:A:552:ILE:HD12 1:A:568:VAL:HG21 1.98 0.46
1:A:892:LEU:HD23 1:A:898:PHE:CB 2.46 0.46
1:A:85:ASN:HD21 1:A:89:GLN:HE21 1.64 0.46
1:A:1227:ASP:O 1:A:1229:GLU:N 2.49 0.46
1:A:184:GLU:HA 1:A:294:ASN:ND2 2.31 0.46
1:A:377:LEU:N 1:A:377:LEU:HD23 2.29 0.46
1:A:921:VAL:O 1:A:922:PHE:CB 2.63 0.46
1:A:629:VAL:HG23 1:A:652:GLU:OFE1 2.15 0.45
1:A:1233:GLU:HB2 4:A:1706:HOH:O 2.16 0.45
1:A:437:LYS:HD2 1:A:444:1LE:CG2 2.45 0.45
1:A:873:ASN:ND2 1:A:874:LEU:H 2.14 0.45
1:A:1240:HIS:N 1:A:1257:CYS:SG 2.89 0.45
1:A:557:SER:HB3 1:A:560:ASP:HB2 1.98 0.45
1:A:671:ILE:O 1:A:672:ASP:HB2 2.17 0.45
1:A:316:ILE:O 1:A:320:LYS:HG3 2.16 0.45
1:A:434:GLN:HG3 1:A:447:ASP:OD1 2.16 0.45
1:A:711:PHE:CE1 1:A:778:SER:HA 2.51 0.45
1:A:97:ARG:HA 1:A:393:1ILE:HG23 1.99 0.45
1:A:31:ARG:HG3 1:A:32:TYR:H 1.80 0.45
1:A:1107:SER:HB3 1:A:1120:ILE:HG23 1.99 0.45
1:A:117:'TYR:HA 1:A:323:PHE:CE2 2.52 0.45
1:A:141:ILE:CD1 1:A:151:LYS:HB2 2.47 0.45
1:A:529:ILE:HD12 1:A:529:ILE:C 2.37 0.45
1:A:1146:1ILE:HG23 1:A:1166:1LE:HD12 1.99 0.44
1:A:317:ASN:O 1:A:321:ASN:ND2 2.47 0.44
1:A:651:LEU:HD12 1:A:654:1ILE:HD13 1.99 0.44
1:A:1185:PHE:CD2 1:A:1190:GLU:HG2 2.53 0.44
1:A:1269:LYS:HA 1:A:1270:PRO:C 2.37 0.44
1:A:119:GLY:HA2 1:A:132:ILE:HD13 1.98 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:A:153:ILE:HA 1:A:505:GLU:O 2.16 0.44
1:A:22:GLU:OE2 1:A:28:GLY:HA?2 2.17 0.44
1:A:85:ASN:HD21 1:A:89:GLN:NE2 2.14 0.44
1:A:1083:LEU:HD13 | 1:A:1209:ILE:HD13 1.99 0.44
1:A:216:ARG:HG2 4:A:1590:HOH:O 2.16 0.44
1:A:473:GLU:HB3 1:A:670: TYR:OH 2.17 0.44
1:A:489:GLU:O 1:A:493:ASP:HB2 2.17 0.44
1:A:1:PRO:HB2 1:A:2:VAL:H 1.66 0.44
1:A:754:ASP:OD2 1:A:758:LYS:HE3 2.17 0.44
1:A:1215:GLN:HA 1:A:1215:GLN:NE2 2.33 0.44
1:A:1220:CYS:C 1:A:1221:GLN:NE2 2.71 0.44
1:A:208:ASN:O 1:A:210:GLY:N 2.51 0.44
1:A:1169:ASP:HB3 1:A:1176:GLU:HG2 2.00 0.44
1:A:9:TYR:H 1:A:85:ASN:HD22 1.64 0.44
1:A:870:LYS:O 1:A:871:ASP:C 2.56 0.44
1:A:670: TYR:HB2 1:A:677:ILE:CG1 2.47 0.44
1:A:948:GLU:O 1:A:948:GLU:HG3 2.17 0.44
1:A:925:PHE:HA 1:A:1063: THR:N 2.33 0.43
1:A:425:LYS:C 1:A:427:HIS:N 2.71 0.43
1:A:1145:ILE:HG23 1:A:1145:1ILE:O 2.16 0.43
1:A:198:TYR:HD2 1:A:423:ILE:HD11 1.83 0.43
1:A:544: THR:HG22 1:A:724: TYR:CE2 2.52 0.43
1:A:605:ASN:C 1:A:607:SER:N 2.72 0.43
1:A:471:ARG:HH11 1:A:471:ARG:CG 2.30 0.43
1:A:550:ARG:CB 1:A:550:ARG:NH1 2.79 0.43
1:A:787:ILE:O 1:A:791:VAL:HG23 2.18 0.43
1:A:963:ILE:HA 1:A:971:ILE:O 2.18 0.43
1:A:741:SER:OG 1:A:744:GLU:HG3 2.19 0.43
1:A:823:GLU:O 1:A:824:LYS:C 2.56 0.43
1:A:864:ILE:CG2 1:A:1062:ASN:HD22 2.32 0.43
1:A:1200:SER:C 1:A:1202:GLU:H 2.21 0.43
1:A:980:LYS:HE2 1:A:1029:ASP:CG 2.38 0.43
1:A:1102:ALA:HB3 1:A:1278:ASN:HB2 2.01 0.43
1:A:147:VAL:HG23 1:A:147:VAL:O 2.18 0.43
1:A:475:ASN:HA 1:A:475:ASN:HD22 1.53 0.43
1:A:813:LYS:HG3 1:A:814:LEU:H 1.82 0.43
1:A:1095:LYS:HD3 1:A:1097:TYR:OH 2.18 0.43
1:A:1108: TYR:HE2 1:A:1122: THR:O 2.01 0.43
1:A:243:VAL:HG21 1:A:287:ILE:HG23 1.99 0.43
1:A:271:PHE:CE2 1:A:371:SER:HA 2.53 0.43
1:A:97:ARG:NH2 1:A:366:ILE:HD11 2.34 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:977:ILE:CD1 1:A:1032:GLU:HB3 2.49 0.43
1:A:667:LEU:HD11 1:A:805:LEU:CD2 2.48 0.43
1:A:711:PHE:O 1:A:715:LYS:HG3 2.18 0.43
1:A:735:TYR:O 1:A:739:ILE:HG12 2.19 0.43
1:A:777:CYS:O 1:A:780:SER:HB3 2.19 0.43
1:A:87:PHE:O 1:A:91:MET:HG2 2.19 0.43
1:A:891:GLU:O 1:A:898:PHE:HA 2.19 0.43
1:A:1083:LEU:HD22 1:A:1220:CYS:CB 2.48 0.42
1:A:330:VAL:HG11 1:A:340:ASP:HB2 2.01 0.42
1:A:488:ASN:HA 1:A:488:ASN:HD22 1.58 0.42
1:A:943:ASN:O 1:A:946:HIS:O 2.37 0.42
1:A:104:GLY:HA3 1:A:364:TYR:OH 2.20 0.42
1:A:123:VAL:HA 1:A:124:PRO:HD3 1.90 0.42
1:A:1192:LEU:CD2 1:A:1258:1LE:HB 2.37 0.42
1:A:267:GLU:HB2 4:A:1529:HOH:O 2.19 0.42
1:A:1014:LYS:HG2 1:A:1024:ASN:ND2 2.35 0.42
1:A:536:ILE:HA 1:A:627:LEU:O 2.19 0.42
1:A:809:ILE:HG23 1:A:816:LEU:CD1 2.49 0.42
1:A:1083:LEU:HD22 | 1:A:1220:CYS:HB2 2.00 0.42
1:A:333:SER:O 1:A:334:GLU:HG2 2.20 0.42
1:A:36:PHE:N 1:A:36:PHE:CD1 2.88 0.42
1:A:732:ILE:O 1:A:736:ARG:HG2 2.19 0.42
1:A:9:TYR:H 1:A:85:ASN:ND2 2.17 0.42
1:A:920:SER:OG 1:A:922:PHE:HE1 2.02 0.42
1:A:115:ILE:HA 1:A:116:PRO:HD3 1.90 0.42
1:A:56:GLU:HG3 4:A:1609:HOH:O 2.19 0.42
1:A:101:LYS:HB2 1:A:364:TYR:OH 2.20 0.42
1:A:1178:ARG:HB3 1:A:1180: TYR:CE2 2.55 0.42
1:A:1236:LEU:HB2 1:A:1262:TYR:CD2 2.55 0.42
1:A:1242:PHE:N 1:A:1242:PHE:CD2 2.86 0.42
1:A:1130:SER:HB3 1:A:1133:ILE:HG12 2.02 0.42
1:A:254:LYS:HB2 1:A:257:-MET:HG3 2.02 0.42
1:A:117:'TYR:HA 1:A:323:PHE:CZ 2.55 0.42
1:A:620:VAL:CG1 1:A:623:ILE:HG13 2.49 0.42
1:A:207:GLU:O 1:A:208:ASN:CB 2.67 0.41
1:A:250:PRO:HB3 1:A:455:PHE:CE1 2.55 0.41
1:A:1201:ASP:CG 1:A:1201:ASP:O 2.58 0.41
1:A:288: TYR:OH 1:A:345:ASP:OD1 2.32 0.41
1:A:480:TYR:OH 1:A:690:GLU:HA 2.20 0.41
1:A:79:ASN:OD1 1:A:80:THR:HG23 2.20 0.41
1:A:941:ILE:HD12 1:A:944:TYR:HB3 2.02 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:611:ASP:HB3 1:A:616:ILE:HB 2.01 0.41
1:A:644:1LE:HA 1:A:877:LEU:HD22 2.01 0.41
1:A:1185:PHE:C 1:A:1187:LYS:N 2.73 0.41
1:A:13:ILE:CD1 1:A:20:MET:HG2 2.50 0.41
1:A:248:ILE:HD13 1:A:461:SER:HB3 2.03 0.41
1:A:484:ASP:OD1 1:A:485:PHE:N 2.53 0.41
1:A:1182:TYR:O 1:A:1183:LYS:HG3 2.20 0.41
1:A:1189:GLU:HG3 1:A:1240:HIS:CD2 2.55 0.41
1:A:671:ILE:C 1:A:673:ASN:H 2.24 0.41
1:A:375:ASP:0OD1 1:A:712: TYR:HE2 2.03 0.41
1:A:383:LYS:NZ 1:A:421:GLU:HG2 2.36 0.41
1:A:898:PHE:CZ 1:A:1055:MET:HB3 2.56 0.41
1:A:77:TYR:OH 1:A:197:GLU:OFE1 2.24 0.41
1:A:264:GLN:O 1:A:267:GLU:HB3 2.20 0.41
1:A:424:SER:HB3 4:A:1423:HOH:O 2.21 0.41
1:A:598:ASN:O 1:A:602:1ILE:HG13 2.21 0.41
1:A:173:ASP:HB2 1:A:182:SER:OG 2.22 0.40
1:A:260: THR:HG21 1:A:455:PHE:CE1 2.55 0.40
1:A:534:ASN:HA 1:A:538:GLN:HG2 2.03 0.40
1:A:294:ASN:O 1:A:298:ILE:HG12 2.22 0.40
1:A:668:GLU:HB3 1:A:670: TYR:CE1 2.57 0.40
1:A:883:LYS:HB2 1:A:911:THR:HB 2.04 0.40
1:A:1109:1LE:HD13 1:A:1256:PHE:CE2 2.56 0.40
1:A:141:1ILE:HD11 1:A:151:LYS:HB2 2.03 0.40
1:A:1111:LEU:.CD2 1:A:1172:ASN:ND2 2.84 0.40
1:A:121:ARG:HD3 1:A:179:HIS:CG 2.57 0.40
1:A:180:PHE:O 1:A:184:GLU:HG3 2.22 0.40
1:A:475:ASN:O 1:A:476:THR:C 2.60 0.40
1:A:77:TYR:CD2 1:A:78:LEU:HG 2.55 0.40
1:A:795:LEU:HD21 1:A:834:.1ILE:HG21 2.04 0.40
1:A:834:ILE:CD1 1:A:917:ILE:HG13 2.32 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
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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 | 1268/1290 (98%) | 1127 (89%) | 115 (9%) | 26 (2%) ‘

All (26) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 207 GLU
1 A 208 ASN
1 A 444 ILE
1 A 922 PHE
1 A 1030 ILE
1 A 1183 LYS
1 A 142 SER
1 A 209 LYS
1 A 211 ALA
1 A 947 ASN
1 A 1029 ASP
1 A 1126 TYR
1 A 1200 SER
1 A 1228 GLU
1 A 1252 TYR
1 A 817 ILE
1 A 920 SER
1 A 1191 LYS
1 A 871 ASP
1 A 923 LEU
1 A 979 GLY
1 A 1173 LEU
1 A 1256 PHE
1 A 921 VAL
1 A 1116 PRO
1 A 1196 PRO

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 X-ray entries followed by that with respect to entries of similar
resolution.

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 1150/1189 (97%) | 1104 (96%) | 46 (4%) 31 44

All (46) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 7 PHE
1 A 8 ASN
1 A 68 ASP
1 A 88 LEU
1 A 106 LYS
1 A 203 ASN
1 A 309 ILE
1 A 313 ASN
1 A 345 ASP
1 A 405 GLU
1 A 444 ILE
1 A 452 ASP
1 A 464 ASP
1 A 475 ASN
1 A 484 ASP
1 A 488 ASN
1 A 509 SER
1 A 548 ASP
1 A 550 ARG
1 A 575 ASP
1 A 723 ASN
1 A 760 ASN
1 A 798 ASP
1 A 803 LYS
1 A 810 ASP
1 A 888 ASP
1 A 917 ILE
1 A 918 PHE
1 A 922 PHE
1 A 925 PHE
1 A 939 ASP
1 A 991 ARG
1 A 1010 LEU
1 A 1011 ASN
1 A 1025 | THR
1 A 1048 ASP
1 A 1124 SER
1 A 1127 |  ASN

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

Mol | Chain | Res | Type
1 A 1163 GLU
1 A 1181 THR
1 A 1182 | TYR
1 A 1190 GLU
1 A 1228 GLU
1 A 1254 ASP
1 A 1256 PHE
1 A 1257 CYS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (27) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 16 ASN
1 A 85 ASN
1 A 411 GLN
1 A 475 ASN
1 A 488 ASN
1 A 523 GLN
1 A 605 ASN
1 A 683 ASN
1 A 689 ASN
1 A 723 ASN
1 A 727 GLN
1 A 753 ASN
1 A 760 ASN
1 A 764 ASN
1 A 873 ASN
1 A 946 HIS
1 A 989 ASN
1 A 999 ASN
1 A 1008 ASN
1 A 1024 ASN
1 A 1062 ASN
1 A 1069 ASN
1 A 1106 ASN
1 A 1215 GLN
1 A 1240 HIS
1 A 1272 ASN
1 A 1278 ASN
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5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 3 ligands modelled in this entry, 3 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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