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

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : NOT EXECUTED

EDS : NOT EXECUTED

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) :  trunk26865
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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 2.40 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 IR 0 I 15
Ramachandran outliers NN W 1.6%
Sidechain outliers NN | I 3.5%
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 102246 3407 (2.40-2.40)
Ramachandran outliers 100387 3351 (2.40-2.40)
Sidechain outliers 100360 3352 (2.40-2.40)

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

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 460 77% 21%
1 B 460 71% 27%
1 C 460 62% 35%
1 D 460 56% 41%
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 15051 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 Genome polyprotein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 460 gg;aél 23083 51§9 6(;7 ? ?8 0 0 0
1 B 460 gg;aél 23083 51§9 6(;7 ? ?8 0 0 0
1 ¢ 460 gg;aél 23083 51§9 6(;7 ? ?8 0 0 0
1 b 460 gg;aél 23083 51§9 627 ? ?8 0 0 0

There are 40 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 97 MSE MET | MODIFIED RESIDUE | UNP Q82122
A 104 MSE MET | MODIFIED RESIDUE | UNP Q82122
A 154 MSE MET | MODIFIED RESIDUE | UNP Q82122
A 224 MSE MET | MODIFIED RESIDUE | UNP Q82122
A 231 MSE MET | MODIFIED RESIDUE | UNP Q82122
A 252 MSE MET | MODIFIED RESIDUE | UNP Q82122
A 298 MSE MET | MODIFIED RESIDUE | UNP Q82122
A 339 MSE MET | MODIFIED RESIDUE | UNP Q82122
A 409 MSE MET | MODIFIED RESIDUE | UNP Q82122
A 420 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 97 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 104 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 154 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 224 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 231 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 252 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 298 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 339 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 409 MSE MET | MODIFIED RESIDUE | UNP Q82122
B 420 MSE MET | MODIFIED RESIDUE | UNP Q82122
C 97 MSE MET | MODIFIED RESIDUE | UNP Q82122

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

Chain | Residue | Modelled | Actual Comment Reference
C 104 MSE MET | MODIFIED RESIDUE | UNP Q82122
C 154 MSE MET | MODIFIED RESIDUE | UNP Q82122
C 224 MSE MET | MODIFIED RESIDUE | UNP Q82122
C 231 MSE MET | MODIFIED RESIDUE | UNP Q82122
C 252 MSE MET | MODIFIED RESIDUE | UNP Q82122
C 298 MSE MET | MODIFIED RESIDUE | UNP Q82122
C 339 MSE MET | MODIFIED RESIDUE | UNP Q82122
C 409 MSE MET | MODIFIED RESIDUE | UNP Q82122
C 420 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 97 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 104 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 154 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 224 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 231 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 252 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 298 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 339 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 409 MSE MET | MODIFIED RESIDUE | UNP Q82122
D 420 MSE MET | MODIFIED RESIDUE | UNP Q82122
e Molecule 2 is SULFATE ION (three-letter code: SO4) (formula: O,4S).

504

01

S
02
Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total O S
2 A 1 5 11 0 0
Total O S
2 B 1 5 41 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O S
2 C 1 5 i1 0 0
Total O S
2 D 1 5 41 0 0

e Molecule 3 is 3-|BENZYL(DIMETHYL)AMMONIO|PROPANE-1-SULFONATE (three-
letter code: DMX) (formula: Ci5H19NO3S).

..16 014
0°
o
€12 [\,|E'5 13
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O S
3 A 1 17 12 1 3 1 0 0
e Molecule 4 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
4 A 120 190 120 0 0
Total O
4 B 97 97 o7 0 0
Total O
4 C 33 23 33 0 0
Total O
4 D 20 90 920 0 0
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77%
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

a poor fit to the electron density (RSRZ > 2). 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.

3 Residue-property plots (i)
Note EDS was not executed.
e Molecule 1: Genome polyprotein

Chain A:

Page 6

8971

99TL
G9STI

2ST1

0STA
6%1a

(4458
13A%8

8€TI
LETA

YETA

CTETN
TETI

LTTH
TTTA
611d
L6W
v6d
€60
zéd
T6Q
061

S81

£8Y

8%
08H

€9y

9%

€aL
cTh

8TH

o ©o
—
0

CTTA

a1
»0

9.TS

j2X4S

CTLCTH

S9ZN

€921
[ 414N

86cs
L8271

£8zA

Lycd

9YCH
SHTI

E€¥CH
(4749

8ETR

9ETL

TE€TN
0€TI
6220
8gcd

9gea

zced
j1448

8TCH
T120
02D
Y0CA

cocd
T0ZN

LBTH
S8TI

1871
08TS

LL1E
€974

2911

eieidc

TS9%1

8%¥vd
L¥¥%d

444

8ETA

LTI
oTva

0THW

3578

60%W
8070

SO%Y

€0%L

96€1

€8EX

08€d

0LEA

LOER
99€da

C¢eeL

sved

veey

STER

[443)

TTEY
0T€d

96eN

26Tl

06Ts
6820

S8TA

8LTR

27%

71%

e Molecule 1: Genome polyprotein

Chain B:

1

CTIL

611d
8TIX

S0Ta

2014

£eTd

TETH

6220

9zTa

YTTH

cced
344y

61CS
8TCTH

8020

cocd
TOTN

LBTH
961S

€6TN

68TL

S8TI

Z8IN
T8TI

9LTI
SLTA

69TV

L9TH

Y91y
€974

6GTY

0GTA

6%1a

8YTA

SPT1

1545

8ETI

9ETH

621a

€211

°9gd
09€s
{410

6¥ER
8veN

oved
6EEN

1€€d
6CTEA
SCER
weevy
£TEI

Tcen

YIEH
eTeN

soey
962N
26TL

062S
6820

S8TA
182A
SLTH
j2X4S
€.TI
692N

€921

86Ts
L8271

[4:141)
8¥TH
9YCH
SPTI
¥¥cd
E€¥CH

9ETL

1

eieidc

T1S%1

(5374729
9¥I
4744}
8ETA
9E%Y
SEVI
vEVA

0€%a

S¢hd
wTvd

0Z%W
807D

S0%H
402

T0%Y

LBER
96€1

26ed
T6€d

L8€I

gle¥
bLed
€Le7

35%

62%

e Molecule 1: Genome polyprotein

Chain C:

I.g-

181

9LA
SL0

€LH
cLE

695

193

%90
€93

84T
L8Y
988

ik
€4a
[4:18
T8y
081
674

o
Sva
YL

[478
1541

LES
9€D
S€d
ved

0gd

©
I
©n

9zh

€TL
[49)

LTI
918
S1d
11

11a

6A
8H

RLDWIDE

0O
PROTEIN DATA BANK

erDe

W


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

1'TP7

wwPDB X-ray Structure Validation Summary Report

Page 7

L1874

G811

Z8IN
T8TI

LL1E
9L11

69TV
8971
L9TH

S9TH
P91y
€974
69T

GSTI
PaTH

SPT1

LETA

LTTA

(49}

€11
ZTIL

611d
8TIX

PIIL

T11Q

€01D

66a

G961
v6d

26d
T6Q
061

881

G681

P0€I

TOEN
00€N

962N

262L

S8TA

:Vkas
vlcd
€.4TI
CLTH

T92d
09z

TSTH

eizd.)
74
v¥ed
€¥CH

8ETK
LETN
9€TL
£ecd

6220
8¢ca

et4a

cced
344y

61CS
8TCH

90TL
cocd
TOTN
0021
LBTH

261D

S0PY

£0%L

T0%Y

86€d
LBER

v6ex

L8EI
98€T

E€8EX
(4218

08ed

€LeT

0LEA

89€DH

99€a

v9ex
£9€1

T19€d
09€S

8g9eM

€9€I
2GeL

LEET
9EEN

EEER
TEES

LTea

81€a
L1E€T

ST€I

CIeR

60€T
80€A

88%a
£9%4
6%%L
8%¥%d
L¥%d
9¥I
214728
44
(0444
SEVI

ceva
1€%d

LTYI

SThd

£THN

0ZHW

4574

TTvE
1574

807l
L0%S

m

Genome polyprotei

e Molecule 1

41%

56%

Chain D

88T

78l
£8Y

08H

8LA

SL0

€LH
cLa
TLN
89D

(428

b
€1

L6TH

261D

68TL
88T

G8TI
811

T8TI

6L1S

TLIA
TL1D

2%
€974
2911

Ll

9%1a

T
[0i4%’)

8ETI

GTTI
0TTX
611d
8TTA
L0T1

YOTH

O - NmS W ~ o -
D DD DD o =3
HAmnoea H =y a

vLcd

E€¥CH

15743

9€TL
SETK
ve€ea
eged
(434
TETH

STT1
444

2qtd
j1443

S1cH

(548

L02H
90TL

voTA
€0TH
20td
TocN

86714

S9€1
v9€d

9GeY
gged
p9eL

TGEL
TSET

6%EX

9%€eD
feios

LEET
9geN

TTEl

L1E7T
91EQ
1€l
Y1EH

CIeR
TIEY
0Ted
60€1
80€A

Sogyd
Y0E€I

CTOEI
TOEN

962N

26Tl

6820

T8CTA

6.LTk

99PM

574729
8¥vd

(47448
Tv9D
V44
6EYS
8EVA

9EHY
SEPI

LTI

SThd

£THN
[447:3
TCTHH
0ZTHH

60%IH

S0%Y
4028

TOPY

86€d
LBER
96€1
s6ed
v6ed
£6EA
c6ed

68€d
L8EI
€8ER
08€a
6.€b

8.LeY
LLEA

SLEY

€LET

0LgA
69N
89€DH
LOER

699M

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 8 wwPDB X-ray Structure Validation Summary Report 1TP7

4 Data and refinement statistics (i)

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

Property Value Source
Space group P1211 Depositor
Cell constants 59.43A 118.89A 183.11A .
Depositor
a, b, c,a, 3,7 90.00°  96.06° 90.00°
Resolution (A) 50.00 — 2.40 Depositor
7 Data completencss 95.1 (50.00-2.40) Depositor
(in resolution range)
Rinerge 0.09 Depositor
Raym (Not available) Depositor
Refinement program CNX Depositor
R, Rree 0.243 , 0.292 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 15051 wwPDB-VP
Average B, all atoms (A2) 64.0 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:
DMX, SO4

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 | p\1q7 #é\ >5 | RMSZ #é\ >5
1 A 0.40 0/3767 0.59 0/5080
1 B 0.40 0/3767 0.59 0/5080
1 C 0.31 0/3767 0.52 1/5080 (0.0%)
1 D 0.29 0/3767 0.49 0/5080
All All 0.35 | 0/15068 | 0.55 | 1/20320 (0.0%)

There are no bond length outliers.

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 C 227 | GLY | N-CA-C | 5.75 127.46 113.10

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 3686 0 3694 70 0
1 B 3686 0 3694 88 0
1 C 3686 0 3694 129 0
1 D 3686 0 3694 155 0
2 A Y 0 0 0 0
2 B Y 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 C 5 0 0 0 0
2 D 5 0 0 0 0
3 A 17 0 19 2 0
4 A 120 0 0 1 0
4 B 97 0 0 4 0
4 C 33 0 0 1 0
4 D 20 0 0 2 0
All All 15051 0 14795 436 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 15.

The worst 5 of 436 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:312:TYR:HB2 | 1:C:315:ILE:HD11 1.48 0.95
1:B:159:LYS:HD3 | 1:B:176:ILE:HD11 1.49 0.94
1:C:308:VAL:HG12 | 1:C:315:ILE:HD13 1.54 0.88
1:D:154:MSE:HB3 | 1:D:179:SER:HA 1.58 0.83
1:D:23: THR:HG22 1:D:24:LLYS:H 1.42 0.83

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone ()

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

of similar resolution.

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 458 /460 (100%) 426 (93%) | 29 (6%) 3 (1%) 26 38
1 B 458 /460 (100%) 417 (91%) | 34 (7%) 7 (2%) 13417
1 C 458 /460 (100%) 399 (87%) | 50 (11%) | 9 (2%) 9|11
1 D 458 /460 (100%) 388 (85%) | 60 (13%) | 10 (2%) 8119

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

Mol

Chain

Analysed

Favoured

Allowed

Outliers

Percentiles

All

All

1832/1840 (100%)

1630 (89%)

173 (9%)

29 (2%)

127116

5 of 29 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 C 4 GLN
1 C 63 LYS
1 C 227 GLY
1 D 274 PHE
1 A 290 SER

5.3.2 Protein sidechains ()

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 410/400 (102%) 397 (97%) | 13 (3%) 46 68
1 B 410/400 (102%) 396 (97%) | 14 (3%) 44 65
1 C 410/400 (102%) 398 (97%) | 12 (3%) 50 71
1 D 410/400 (102%) 392 (96%) | 18 (4%) 35 53
All All 1640/1600 (102%) | 1583 (96%) | 57 (4%) 43 64

5 of 57 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 375 ARG
1 C 263 LEU
1 D 364 GLU
1 B 430 ASP
1 C 93 GLN

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

sidechains are listed below:

5 of 21 such


http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_sidechains
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Mol | Chain | Res | Type
1 C 132 ASN
1 C 265 ASN
1 D 256 ASN
1 C 113 ASN
1 D 265 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

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).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
2 SO4 A 470 - 4,4,4 0.58 0 6,6,6 0.16 0
3 DMX A 500 - 16,17,17 | 3.54 6 (37%) | 21,2424 | 1.77 4 (19%)
2 SO4 B 471 - 4,44 0.52 0 6,6,6 0.07 0
2 SO4 C 472 - 4,44 1.00 0 6,6,6 0.06 0
2 SO4 D 473 - 4,44 0.98 0 6,6,6 0.14 0

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.

WO RLDWIDE
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no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 | S04 | A | 40 | - - 0/0/0/0 | 0/0/0/0
3 |DMX| A | 500 - - 0/13/13/13 | 0/1/1/1
2 | S04 | B |41l | - - 0/0/0/0 | 0/0/0/0
2 | S04 | C |42 | - - 0/0/0/0 | 0/0/0/0
2 | S04 | D | 43| - - 0/0/0/0 | 0/0/0/0
The worst 5 of 6 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 A 500 | DMX | C9-N8 | 2.18 1.56 1.52
3 A 500 | DMX | C5-C4 | 2.22 1.43 1.38
3 A 500 | DMX | C7-C4 | 2.80 1.58 1.51
3 A 500 | DMX | O14-S11 | 5.33 1.60 1.46
3 A 500 | DMX | O16-S11 | 8.32 1.71 1.45
All (4) bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
3 A 500 | DMX | C17-C9-N8 | 2.50 120.97 115.57
3 A 500 | DMX | O16-511-C10 | 3.68 110.05 106.91
3 A 500 | DMX | O15-S11-C10 | 3.76 110.12 106.91
3 A 500 | DMX C4-C7-N8 4.42 126.37 114.79

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 2 short contacts:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

3

A

500

DMX

2

0

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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/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 will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
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