WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB X-ray Structure Validation Summary Report (i)

PDB ID
Title
Authors
Deposited on
Resolution

Jan 31, 2016 — 06:23 PM GMT

1AIF
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Ban, N.; Escobar, C.; Hasel, K.; Day, J.; Greenwood, A.; McPherson, A.
1994-11-14
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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 wuser 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 2.90 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 I 53
Ramachandran outliers I 0.0%
Sidechain outliers N 20 2%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 102246 1668 (2.90-2.90)
Ramachandran outliers 100387 1630 (2.90-2.90)
Sidechain outliers 100360 1632 (2.90-2.90)

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 215 27% 5% 19%
1 L 215 25% 59% 15%
2 B 218 28% 48% 21% -
2 H 218 28% 45% 23% -
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 6662 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 ANTI-IDIOTYPIC FAB 409.5.3 (IGG2A) FAB (LIGHT

CHAIN).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 L 215 ?2 t56;)l 1 OCQ 9 21;13 351)5 2 0 0 0
1 A 215 ?2 E’)ag)l 1 OCQ 9 21;13 3(25 2 0 0 0

There are 42 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
L 1 ASP GLN CONFLICT | UNP P01837
L 3 GLN VAL CONFLICT | UNP P01837
L 10 PHE ILE CONFLICT | UNP P01837
L 12 ALA SER CONFLICT | UNP P01837
L 18 LYS ARG CONFLICT | UNP P01837
L 21 ILE MET | CONFLICT | UNP P01837
L 25 VAL ALA CONFLICT | UNP P01837
L 26 SER ASN CONFLICT | UNP P01837
L 28 SER - INSERTION | UNP P01837
L 29 ILE - INSERTION | UNP P01837
L 31 SER VAL CONFLICT | UNP P01837
L 33 ASN TYR | CONFLICT | UNP P01837
L 34 LEU MET | CONFLICT | UNP P01837
L 42 GLU GLY CONFLICT | UNP P01837
L 47 PRO ARG CONFLICT | UNP P01837
L 51 GLY ASP CONFLICT | UNP P01837
L 54 ASN LYS CONFLICT | UNP P01837
L 61 VAL ALA CONFLICT | UNP P01837
L 93 ASN SER CONFLICT | UNP P01837
L 95 TYR HIS CONFLICT | UNP P01837
L 114 PRO GLN CONFLICT | UNP P01837
A 1 ASP GLN CONFLICT | UNP P01837
A 3 GLN VAL CONFLICT | UNP P01837
A 10 PHE ILE CONFLICT | UNP P01837

W

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

Chain | Residue | Modelled | Actual | Comment Reference
A 12 ALA SER CONFLICT | UNP P01837
A 18 LYS ARG CONFLICT | UNP P01837
A 21 ILE MET | CONFLICT | UNP P01837
A 25 VAL ALA CONFLICT | UNP P01837
A 26 SER ASN CONFLICT | UNP P01837
A 28 SER - INSERTION | UNP P01837
A 29 ILE - INSERTION | UNP P01837
A 31 SER VAL CONFLICT | UNP P01837
A 33 ASN TYR CONFLICT | UNP P01837
A 34 LEU MET | CONFLICT | UNP P01837
A 42 GLU GLY CONFLICT | UNP P01837
A 47 PRO ARG CONFLICT | UNP P01837
A 51 GLY ASP CONFLICT | UNP P01837
A 54 ASN LYS CONFLICT | UNP P01837
A 61 VAL ALA CONFLICT | UNP P01837
A 93 ASN SER CONFLICT | UNP P01837
A 95 TYR HIS CONFLICT | UNP P01837
A 114 PRO GLN CONFLICT | UNP P01837

e Molecule 2 is a protein

called ANTI-IDIOTYPIC FAB 409.5.3 (IGG2A) FAB (HEAVY

CHAIN).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 H 218 ?2 t;él 1 OCG 6 21;17 3(2)5 2 0 0 0
2 B 218 ?2 t;él 1 ()06 6 21;17 3(2)5 2 0 0 0

There are 60 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
H 5 GLN GLU CONFLICT | GB 1042226
H 20 LEU VAL CONFLICT | GB 1042226
H 28 THR ALA CONFLICT | GB 1042226
H 30 ASN SER CONFLICT | GB 1042226
H 31 ASN TYR | CONFLICT | GB 1042226
H 35 SER ASN CONFLICT | GB 1042226
H 43 LYS ARG CONFLICT | GB 1042226
H 48 VAL ILE CONFLICT | GB 1042226
H 53 LEU PHE CONFLICT | GB 1042226
H 54 ASN LYS CONFLICT | GB 1042226
H 56 ASP - INSERTION | GB 1042226

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

Chain | Residue | Modelled | Actual | Comment | Reference
H 58 PHE ASN CONFLICT | GB 1042226
H 59 ALA TYR CONFLICT | GB 1042226
H 69 LYS ARG CONFLICT | GB 1042226
H 71 ILE THR CONFLICT | GB 1042226
H 80 ARG SER CONFLICT | GB 1042226
H 81 LEU VAL CONFLICT | GB 1042226
H 87 SER ASN CONFLICT | GB 1042226
H 99 VAL - INSERTION | GB 1042226
H 100 LEU THR CONFLICT | GB 1042226
H 102 PRO GLU CONFLICT | GB 1042226
H 103 LEU GLY CONFLICT | GB 1042226
H 104 PHE ILE CONFLICT | GB 1042226
H 107 ALA PRO CONFLICT | GB 1042226
H 108 VAL PHE CONFLICT | GB 1042226
H 109 ASP ALA CONFLICT | GB 1042226
H 116 SER LEU CONFLICT | GB 1042226
H 121 SER ALA CONFLICT | GB 1042226
H ? - SER DELETION | GB 1042226
H 196 ARG - INSERTION | GB 1042226
B 5 GLN GLU CONFLICT | GB 1042226
B 20 LEU VAL CONFLICT | GB 1042226
B 28 THR ALA CONFLICT | GB 1042226
B 30 ASN SER CONFLICT | GB 1042226
B 31 ASN TYR CONFLICT | GB 1042226
B 35 SER ASN CONFLICT | GB 1042226
B 43 LYS ARG CONFLICT | GB 1042226
B 48 VAL ILE CONFLICT | GB 1042226
B 53 LEU PHE CONFLICT | GB 1042226
B 54 ASN LYS CONFLICT | GB 1042226
B 56 ASP - INSERTION | GB 1042226
B 58 PHE ASN CONFLICT | GB 1042226
B 59 ALA TYR CONFLICT | GB 1042226
B 69 LYS ARG CONFLICT | GB 1042226
B 71 ILE THR CONFLICT | GB 1042226
B 80 ARG SER CONFLICT | GB 1042226
B 81 LEU VAL CONFLICT | GB 1042226
B 87 SER ASN CONFLICT | GB 1042226
B 99 VAL - INSERTION | GB 1042226
B 100 LEU THR CONFLICT | GB 1042226
B 102 PRO GLU CONFLICT | GB 1042226
B 103 LEU GLY CONFLICT | GB 1042226
B 104 PHE ILE CONFLICT | GB 1042226

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

Chain | Residue | Modelled | Actual | Comment | Reference
B 107 ALA PRO CONFLICT | GB 1042226
B 108 VAL PHE CONFLICT | GB 1042226
B 109 ASP ALA CONFLICT | GB 1042226
B 116 SER LEU CONFLICT | GB 1042226
B 121 SER ALA CONFLICT | GB 1042226
B ? - SER DELETION | GB 1042226
B 196 ARG - INSERTION | GB 1042226
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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

3 Residue-property plots (i)

Page 7

t»
23
= 9
= g
& @
o
L =
=
< .8
- p—
s
L o
- = 0LL LETT L6TY €94 zETS €61 I
< —_ 1 9gT4d 9612 — z9Y TETY T6TS
== =
Nt 7z, %95 L3 Z, 19 16T 69%
+ .m — €94 $ETA — 09d 06TH = | 89p
w . < z9U EETA £6TX <t 65A 9211 | 68T m 193
g < T TS | 261s T DR 41 8814 O .
ZiY O own LTTL Sﬂ” O hmm Akt Im
S g - . mm T o e TE m o~ sov
o )
M % a oﬁ 188 veTE 887 am 2 HSN 0zTd | w8TM AVn [433
& 9gv €21 | 18Th | ess | e1Td £8TL T9H
o .m m}u 891 [4413 98178 .ﬂl.u 281 8111 | z8rT m ® 1
m = 3 HGN  ferd 9814a 0 . o18D 1118 1811 o Q 884
o = | eas 0z1d | weTy = 09% 9TTA 0871 = ol
M = m 28L C6TTd £8TL m 6%1 STIL 6LTL m 93a
- 199 8ITI zeTT 8vM p11d | 8L1s
N o <7 08k Cour1s 18TL < Lvd 1118 <
ol L o 6v1 9TTA 0871 S I LoLm M~ £ST
B - 8M QTTL 6LTL - qLTS - 418
% m - . Lbd $T1d 8L - %S 60TH HLIA - 181
: S | = 5 & IR
n (gt
m Q O qLTS O 1L10 O 8%
L 1@ (@) £hl 6074 HLIA (@) I G011 0LTH @) |oum
= .3 = zva €LTL == 6€b | BoT™  691S == 9va
w2 g 2LIS o I €071 891a 551
ez ™ N Lo o & 2019 L91b o | e
~ io) s} S0TT 0LT o) 0 9EM 1 997a 10 . mi
: N Lwomi [ eors N 664 N o
A m > 891 > 861 > ~ 8ex
N B < z0TH L9Th <t L6 < | uen
& Z9TN 9EM
o~ & M M 1 a8
=)
N < < 0€S £6N < l
x 8 2 main = B B ]
~— O TITN 82S 760 89N | ger
o o O O s o s O e
= D o, o, 9zs 680 o, [ oen |
o p—
n O S S azA 88k 9g1d S 624
= Wo = z6H es 18% 918 | ated
1% < D ﬁT.u 160 I ATU £20 981 €519 $12d ATU
- 06b | e | ey geta  greN
S w w = 68D — 121 »8Y 1STI [414't — azs
o < g A 88k a | oo €80 TTEN - 1
82 = o 8% — 61A z8a oved = zed
S = v o= i = e (e R - 20
< 5 . - H 2 »8Y TIEN - N 118 08z LHTA - 3 613
R e Q £80 o1ed 'z I 6L 9vIN L102A e BTN
o @© @ = - z8n 6028 e 8.8 SoTI 9021 - |
= o B wm | tev | ewty | goed | »1S 118 $H1a ¥1d
- = < .. 083 LBTA L0ZA 1 9.1 £HTH e1d
o ® g A e 9vIN 9021 — TIH SQLL | zvrd 20es N
A 0 2 8.8 SHTI S o $L1 TPTA T02L <
+ .2 & = iz %025 = .. 0914 0023 = ..
=T W A zZ EvTy 3] < 6ETN 66TH ) )
[ = 52 I ) SLL ThTd 2 o I e D o sb
m o 3 @ o PLT THTX =) = #1 0LL L6TY &) = #1
a Y | 690 a q 3
aze B A . BN e & = 855 T - Im
8 8 s 4 ° LS 8eIN 8671 ° o 1a 1 €ETA ° (@)

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 1AIF

Page 8

8ETV

9ETS
SETD
veTd
€ETY
CETT
TeTd
0ETX
6CTA

STTL
vTIL

80TA

v014
€071
201d
T0TYH
0071

L
i

G61

€6L
26a
162

684

261d

981S

[4:1%)

OLTY
S.7d
vL1d

TLIA
0L1D
691S
8918
L9TT
9918

918
€9TN
CTOTH

89TA
LSTd

6711
8¥%10

9%T11

442

(445

0¥%TL
6€Th

81¢CI

60TV
80c¢d

ANTI-IDIOTYPIC FAB 409.5.3 (IGG2A) FAB (HEAVY CHAIN)

e Molecule 2

21%

48%

28%

Chain B:

~ @ o
© @ ©
X X

0
©
©

£9Y

TOH

o
©
=1

884

98a

-
%
H

67V
87
PAZS
oY

9EM
SES

£EM

TEN

II‘“ II : -.II
) )
120 =

624

§Ts

[44)

0Z1
611

919

€10

o
st

€3

601Q
80TA
LOTY

$014d

201d

T0TYH
0071

-
@
5]

6.8
8.3

& ©
~ ~
5 a

o
~
=

TOTA

C¢61d

68TA

9818

€811
2811
1810a

8L11

OLTY
S.1d
vL14d

TLIA

691S
8918

9918

7918
€9IN
CTOTH

097A

89TA
LGTd

3

€GTA
TG81H

6711
8%10

9%11
SPIL
442

Tyis
TPIN
0%IL

81¢I
L1TH
91TH

£1TA

1354
o1es
60TV
80c¢d
LOCTH

S0TA

O

R LDWIDE
PROTEIN DATA BANK

W



Page 9

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

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

Property Value Source
Space group P1 Depositor
Cell constants 57.20A 71.20A 75.80A .
Depositor
a, b, c,a, B,y 85.30° 121.40° 116.50°
Resolution (A) 20.00 - 2.90 Depositor
7 Data completencss 83.0 (20.00-2.90) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Raym (Not available) Depositor
Refinement program X-PLOR Depositor
R, Ryree 0.220 , (Not available) Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 6662 wwPDB-VP
Average B, all atoms (A2) 18.0 wwPDB-VP
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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 | pyioy i 7155 | RMSZ | #(Z] >5
1 A 0.91 1/1696 (0.1%) 1.04 | 2/2306 (0.1%)
1 L 0.97 | 1/1696 (0.1%) 1.06 | 4/2306 (0.2%)
2 B 1.05 2/1721 (0.1%) 1.21 | 14/2347 (0.6%)
2 H 1.05 | 6/1721 (0.3%) 1.23 | 12/2347 (0.5%)
All All 1.00 | 10/6834 (0.1%) | 1.14 | 32/9306 (0.3%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
B 0 2
2 H 0 2
All All 0 5

The worst 5 of 10 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 B 64 | GLU | CB-CG | 7.54 1.66 1.52
2 H 64 | GLU | CB-CG | 6.52 1.64 1.52
1 A 149 | TRP | CB-CG | -6.15 1.39 1.50
2 H 194 | THR | CA-CB | 6.04 1.69 1.53
2 H 64 | GLU | CG-CD | 5.61 1.60 1.51

The worst 5 of 32 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 L 212 | ARG | NE-CZ-NH2 | -8.39 116.11 120.30
2 H 134 | PRO N-CA-C 8.38 133.89 112.10
2 B 28 | THR N-CA-C -8.20 88.87 111.00
2 B 197 | PRO N-CA-C -7.90 91.57 112.10

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
2 H 197 | PRO N-CA-C -7.78 91.88 112.10

There are no chirality outliers.

All (5) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
88 | TYR | Sidechain
28 | THR | Mainchain
32 | TYR | Sidechain

196 | ARG | Mainchain
32 | TYR | Sidechain

po| 0| b 0| =
| | B 5| =

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 1655 0 1562 174 0
1 L 1655 0 1562 185 0
B 1676 0 1637 193 0
2 H 1676 0 1637 187 0
All All 6662 0 6398 695 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 53.

The worst 5 of 695 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:H:48:VAL:HG13 | 2:H:66:VAL:HG11 1.34 1.08
2:B:48:VAL:HG13 | 2:B:66:VAL:HG11 1.34 1.05
2:B:53:.LEU:HG 2:B:53:LEU:O 1.58 1.00
1:1L:15:PRO:HG3 | 1:L:107:ILE:HD11 1.41 0.98
2:B:142:SER:HB2 | 2:B:193:SER:HB3 1.47 0.94

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 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 | 213/215 (99%) | 160 (75%) | 34 (16%) | 19 (9%) |
1 L 213/215 (99%) | 164 (77%) | 34 (16%) | 15 (7%)

2 B 216/218 (99%) | 161 (74%) | 36 (17%) | 19 (9%)
2 H 216/218 (99%) | 161 (74%) | 31 (14%) | 24 (11%)
All All | 858/866 (99%) | 646 (75%) | 135 (16%) | 77 (9%)

5 of 77 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 L 200 LYS
1 L 202 SER
1 L 205 PRO
2 H 30 ASN
2 H 54 ASN

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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 190/190 (100%) | 148 (78%) | 42 (22%) |
1 L 190/190 (100%) | 153 (80%) | 37 (20%)

2 B 189/189 (100%) | 143 (76%) | 46 (24%)
2 H 189/189 (100%) | 146 (77%) | 43 (23%)
All All 758 /758 (100%) | 590 (78%) | 168 (22%)
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5 of 168 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 H 200 THR
1 A 96 PRO
2 B 179 GLN
2 H 204 ASN
1 A 33 ASN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 28 such
sidechains are listed below:

Mol | Chain | Res | Type
2 H 179 GLN
1 A 35 HIS
2 B 172 HIS
2 H 204 ASN
1 A 33 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)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
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5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

	Overall quality at a glance i
	Entry composition i
	Residue-property plots i
	Data and refinement statistics i
	Model quality i
	Standard geometry i
	Too-close contacts i
	Torsion angles i
	Protein backbone i
	Protein sidechains i
	RNA i

	Non-standard residues in protein, DNA, RNA chains i
	Carbohydrates i
	Ligand geometry i
	Other polymers i
	Polymer linkage issues i

	Fit of model and data i 
	Protein, DNA and RNA chains i 
	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligands i 
	Other polymers i 


