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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.92 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
Rfree W 0.312
Clashscore I I 31
Ramachandran outliers W 6.1%
Sidechain outliers 0 I 13.1%
RSRZ outliers ) I 7.5%
Worse Better
0 Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 66092 1172 (2.94-2.90)
Clashscore 79885 1461 (2.94-2.90)
Ramachandran outliers 78287 1419 (2.94-2.90)
Sidechain outliers 78261 1421 (2.94-2.90)
RSRZ outliers 66119 1173 (2.94-2.90)

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.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol | Chain | Length Quality of chain
1 A 1140 | -

WORLDWIDE
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 8768 atoms, of which 0 are
hydrogen and 0 are deuterium.

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 damage-specific DNA binding protein 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) S
1 A 119 8768 5556 1477 1687 48 0 0 0
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Stretches of 2 or more consecutive residues without

wwPDB X-ray Structure Validation Summary Report

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-
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).
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

coded according to the number of geometric quality criteria for which they contain at least one
are shown in grey.

e Molecule 1: damage-specific DNA binding protein 1

3 Residue-property plots (i)

Chain A;

Page 4

6.1

S.d

€LS
cLd

69d

i
©
IIII= ..II

T9I

vSd

+

Lvd

6€1

9EN

+

0EN

oV

ol
€cd
CCH

ozl

L1D

o w
w0 0 ~ —

3

1914

6GT1

9GIN

6VIN

EVTI

9ETA

veTa
€ETT

T€TI
0ETH

9¢1d

scTa

611D
8TTL

9118

€110
(4259

601D

LOTN

€0TY
20TL

00TI
660
861

76S

L

064

S8N

0€cI

LTTH

S¢ed

€22d

0zer
6TCA
8TCN
L1728
9TCy

ered

6020

L0Th
902d
S02ZH

€02N

86TY
LBTT
96TS
S6TA
7614

C6TL
16131
06TA
68TH
88TY

9810

® 7LD

6914
891X

991d
S9TI

60€S
80€L

£€0€d
coen

® S62A

€L271
cLet
TLCK
0.4

892D

$92a

29TN
T9CH

6SCA
8S¢CI

feictdv]

€9C1

TSed
0Sed

£%2a

9€TS

veTh

08€D

@® 8.L€D

9VEL

¥ved
£ved

TVEN

6€€Q

veen
€EET
zeed

62€D
8¢€1
LTeY

81ed
L1€7T

vie1
€T€0

*

@® 80SA

LL%Y

0L

T9%D
® 09%D

® 8Shd
LSYL
9570
El4)

[4siZ\8
TSP4
0S¥D
® 677l

1
:
d

.99

%9SI
€950
2951

0991
699D

o N~ o 0 © N~ 0 N <+ W © 0 N O = NM T W0 OO A
OmmO O mm o o NN NN®OMMOM O Mmoo
© © © © © © © © © © © Q © © O YOO OO © © QOO Q
= v A 2 O ad=H = n A~ MP>PHAJdOBHOAQA I - 2

@® 0SSN

@ 8¥%Sa

® 8tTsh

9251

2sh

CCSH
T2sI
0zsb
61GT

91571

CISA
TISY

00LL

8691
L69S

S69N
69y
€691
269Y

0698

L89K

® §890
® ¥89S
€89N

789d
0890

€L97

TLOA

® €99N

® 7199

o 099& |

@® 6991
859A

999d

7390

299D

]
679N
8¥ON

€%9S

18.LS

CTLLS

0LLT
69.%
8918

99.8
S9LA

€918
63.LD

9G.LY

TGLY

6%.LL

€70

wia
9€LT
CTELD

1eLD
0ELS

82,4

9CLA
STLO

12Ld

61,4

9T.d

CILI

60.L3

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

2B5M

€984

T98A

2E6'T

680TI

7588 980TL

[esek | | go0td [ a0tV |
zssh ¥801d
1 |
080T
8781 62018

I
+

£¥8d

69073

9907

6ETTI

+
Bt
1
:

1,864 6SG0TN LETTL

9860 85071 I
8c8A I | geeL |
$861 95010 $ETTE
6061 £86Y HSOTH | eeTTA
| sosN | | gso1a ZETTA
vz8a 106N 086a TS0TT I
[ ] | 906% 6163 19011
9181 S06H [ | 0S0TT 62111
gT8s | 306N | 2L64 [ | 82TTa
£060 | TeY LYOTH —
2061 ® 06N | 9%01S |
| T06L S50Td HCITV
8081 0064 | vp01S | £211d

9080 S964 Zv01Ss
SO8H 1683 - 17071
9684 296Q 0%0TA

1960 6€0TT

€08H

wwPDB X-ray Structure Validation Summary Report

0084 £68M 6561 LEOTI
8564
6884 @ SEo0Td

96.0

96,0 9888 36N TITIN

.

I I

0

0

53

(7]
o] o
32} s
=3 o
— -
o =

1 1 £96H 0014 Lot |
236N [ | 60TTA
68LH 1881 196d 92019 80TTA
| 8sln | 2010 |
PAPACH 9.84 $20TL 0T
98.LA - €20Td €0TTd

Page 5

2188 1764 ZOTTYH
8.8 [ ] 976V T0TTS
€819 998 S¥6T 00TTT

o 28Ld s98d 1

R LDWIDE

O
PROTEIN DATA BANK

erbDBe

W



Page 6 wwPDB X-ray Structure Validation Summary Report 2B5M

4 Data and refinement statistics (i)

Property Value Source
Space group P 21 21 21 Depositor
Cell constants 63.38A 133.83A 184.72A .
Depositor
a, b, c,a, 3,y 90.00°  90.00° 90.00°
: 48.70 - 2.92 Depositor
Resolution (4) 48.68 — 2.92 EDS
% Data completeness (Not available) (48.70-2.92) Depositor
(in resolution range) 92.0 (48.68-2.92) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.24 (at 2.91A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.232 , 0.277 Depositor
» Hifree 0294 , 0.312 DCC
Rree test set 1589 reflections (4.95%) DCC
Wilson B-factor (A2) 57.4 Xtriage
Anisotropy 0.123 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.29,-9.9 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L|>=048, < [?*>=0.32| Xtriage
Outliers 0 of 33473 reflections Xtriage
F,,F. correlation 0.85 EDS
Total number of atoms 8768 wwPDB-VP
Average B, all atoms (A?) 20.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.44% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
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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 | oy | w215 | RMSZ | #|2] >5
1 A 1.62 | 110/8928 (1.2%) | 1.41 | 85/12091 (0.7%)

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 1 2

The worst 5 of 110 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 A 1033 | VAL | CB-CG1 | -10.01 1.31 1.52
1 A 277 | GLU | CD-OE1 | 9.55 1.36 1.25
1 A 1135 | GLU | CD-OE2 | 8.49 1.34 1.25
1 A 841 | ALA | CA-CB | 8.46 1.70 1.52
1 A 857 | LYS | CD-CE 8.37 1.72 1.51

The worst 5 of 85 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 A 986 | ASP | CB-CA-C | 21.05 152.49 110.40
1 A 987 | GLU | N-CA-CB | -18.34 77.60 110.60
1 A 842 | GLU | N-CA-CB | -15.89 82.00 110.60
1 A 841 | ALA | CB-CA-C | 15.19 132.88 110.10
1 A 309 | SER | N-CA-CB | -12.03 92.46 110.50

All (1) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
1 A 841 | ALA CA
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All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 1023 | PRO | Peptide
1 A 292 | ASP | Peptide

5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 8768 0 8744 542 0
All All 8768 0 8744 542 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 31.

The worst 5 of 542 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:1054:MET:SD | 1:A:1054:MET:CE 2.05 1.45
1:A:581:MET:SD 1:A:581:MET:CE 2.07 1.43
1:A:927:MET:CE | 1:A:927:MET:SD 2.13 1.37
1:A:781:SER:HB3 | 1:A:784:GLU:OE1 1.31 1.27
1:A:81:THR:HG21 | 1:A:85:ASN:HD22 1.07 1.09

There are no symmetry-related clashes.

5.3 Torsion angles
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.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A | 1111/1140 (98%) | 888 (80%) | 155 (14%) | 68 (6%) | [2][6

5 of 68 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 235 GLU
1 A 291 MET
1 A 405 PRO
1 A 417 PRO
1 A 430 VAL

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all 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

982/999 (98%)

853 (87%)

129 (13%)

[e]17

5 of 129 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 518 TYR
1 A 602 LEU
1 A 1052 LEU
1 A 537 GLU
1 A 571 LEU

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

sidechains are listed below:

Mol | Chain | Res | Type
1 A 399 HIS
1 A 617 ASN
1 A 1055 GLN
1 A 455 GLN
1 A 456 GLN

5 of 33 such


http://wwpdb.org/ValidationPDFNotes.html#h.wukab16u9ff

Page 10 wwPDB X-ray Structure Validation Summary Report 2B5M

5.3.3 RNA (D

There are no RNA chains 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.

5.8 Polymer linkage issues

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)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain |  Analysed | <RSRZ> #RSRZ>2 | OWAB(A?) | Q<0.9
1 A | 1119/1140 (98%) | 042 |84 (7%) |14] |17 | 8, 20, 29, 40 0

The worst 5 of 84 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
571 | LEU 5.7
439 | ASN 5.3
660 | TYR 4.8
294 | THR 4.8
620 | THR 4.7

UG QNN UG U N
> = | |

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.
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