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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) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

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 3.80 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 0.313
Clashscore N | B 10

Ramachandran outliers IS | I 1.5%
Sidechain outliers I 9.4%
RSRZ outliers NN N 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))
R ree 91344 1317 (4.10-3.50)
Clashscore 102246 1458 (4.10-3.50)
Ramachandran outliers 100387 1397 (4.10-3.50)
Sidechain outliers 100360 1392 (4.10-3.50)
RSRZ outliers 91569 1325 (4.10-3.50)

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.

Mol | Chain | Length Quality of chain
5%
1 A 1159 65% 25% . 6%
3%
1 C 1159 65% 27% . 6%
2 B 382 63% 26% . 7%
2 D 382 65% 24% . 7%
3 G 15 47% 47% 7%

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

Mol | Chain | Length Quality of chain
3 I 15 60% 27% 13%
4 H 16 44% 38% 6%  13%
4 J 16 75% 6% 19%
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 23938 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 DNA DAMAGE-BINDING PROTEIN 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 1090 8543 5423 1443 1631 46 0 0
Total C N @) S
1 C 1095 8582 5447 1449 1639 47 0 0

There are 40 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A -18 MET - EXPRESSION TAG UNP Q16531
A -17 HIS - EXPRESSION TAG UNP Q16531
A -16 HIS - EXPRESSION TAG UNP Q16531
A -15 HIS - EXPRESSION TAG UNP Q16531
A -14 HIS - EXPRESSION TAG UNP Q16531
A -13 HIS - EXPRESSION TAG UNP Q16531
A -12 HIS - EXPRESSION TAG UNP Q16531
A -11 VAL - EXPRESSION TAG UNP Q16531
A -10 ASP - EXPRESSION TAG UNP Q16531
A -9 GLU - EXPRESSION TAG UNP Q16531
A -8 ASN - EXPRESSION TAG UNP Q16531
A -7 LEU - EXPRESSION TAG UNP Q16531
A -6 TYR - EXPRESSION TAG UNP Q16531
A -5 PHE - EXPRESSION TAG UNP Q16531
A -4 GLN - EXPRESSION TAG UNP Q16531
A -3 GLY - EXPRESSION TAG UNP Q16531
A -2 GLY - EXPRESSION TAG UNP Q16531
A -1 GLY - EXPRESSION TAG UNP Q16531
A 0 ARG - EXPRESSION TAG UNP Q16531
A 224 SER GLU | ENGINEERED MUTATION | UNP Q16531
C -18 MET - EXPRESSION TAG UNP Q16531
C -17 HIS - EXPRESSION TAG UNP Q16531
C -16 HIS - EXPRESSION TAG UNP Q16531
C -15 HIS - EXPRESSION TAG UNP Q16531
C -14 HIS - EXPRESSION TAG UNP Q16531

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

Chain | Residue | Modelled | Actual Comment Reference
C -13 HIS - EXPRESSION TAG UNP Q16531
C -12 HIS - EXPRESSION TAG UNP Q16531
C -11 VAL - EXPRESSION TAG UNP Q16531
C -10 ASP - EXPRESSION TAG UNP Q16531
C -9 GLU - EXPRESSION TAG UNP Q16531
C -8 ASN - EXPRESSION TAG UNP Q16531
C -7 LEU - EXPRESSION TAG UNP Q16531
C -6 TYR - EXPRESSION TAG UNP Q16531
C -5 PHE - EXPRESSION TAG UNP Q16531
C -4 GLN - EXPRESSION TAG UNP Q16531
C -3 GLY - EXPRESSION TAG UNP Q16531
C -2 GLY - EXPRESSION TAG UNP Q16531
C -1 GLY - EXPRESSION TAG UNP Q16531
C 0 ARG - EXPRESSION TAG UNP Q16531
C 224 SER GLU | ENGINEERED MUTATION | UNP Q16531
e Molecule 2 is a protein called DNA DAMAGE-BINDING PROTEIN 2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S

2 B 354 2839 1804 498 526 11 0 0 0
Total C N O S

2 b 359 2843 1806 499 527 11 0 0 0

There are 40 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
B 76 MET - EXPRESSION TAG | UNP Q2YDS1
B 77 HIS - EXPRESSION TAG | UNP Q2YDS1
B 78 HIS - EXPRESSION TAG | UNP Q2YDS1
B 79 HIS - EXPRESSION TAG | UNP Q2YDS1
B 80 HIS - EXPRESSION TAG | UNP Q2YDS1
B 81 HIS - EXPRESSION TAG | UNP Q2YDS1
B 82 HIS - EXPRESSION TAG | UNP Q2YDS1
B 83 ARG - EXPRESSION TAG | UNP Q2YDS1
B 84 ARG - EXPRESSION TAG | UNP Q2YDS1
B 85 LEU - EXPRESSION TAG | UNP Q2YDS1
B 86 VAL - EXPRESSION TAG | UNP Q2YDS1
B 87 PRO - EXPRESSION TAG | UNP Q2YDS1
B 88 ARG - EXPRESSION TAG | UNP Q2YDS1
B 89 GLY - EXPRESSION TAG | UNP Q2YDS1
B 90 SER - EXPRESSION TAG | UNP Q2YDS1

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

Chain | Residue | Modelled | Actual Comment Reference
B 91 GLY - EXPRESSION TAG | UNP Q2YDS1
B 92 GLY - EXPRESSION TAG | UNP Q2YDS1
B 93 ARG - EXPRESSION TAG | UNP Q2YDS1
B 180 GLN LEU VARIANT UNP Q2YDS1
B 214 ARG TRP VARIANT UNP Q2YDS1
D 76 MET - EXPRESSION TAG | UNP Q2YDS1
D 77 HIS - EXPRESSION TAG | UNP Q2YDS1
D 78 HIS - EXPRESSION TAG | UNP Q2YDS1
D 79 HIS - EXPRESSION TAG | UNP Q2YDS1
D 80 HIS - EXPRESSION TAG | UNP Q2YDS1
D 81 HIS - EXPRESSION TAG | UNP Q2YDS1
D 82 HIS - EXPRESSION TAG | UNP Q2YDS1
D 83 ARG - EXPRESSION TAG | UNP Q2YDS1
D 84 ARG - EXPRESSION TAG | UNP Q2YDS1
D 85 LEU - EXPRESSION TAG | UNP Q2YDS1
D 86 VAL - EXPRESSION TAG | UNP Q2YDS1
D 87 PRO - EXPRESSION TAG | UNP Q2YDS1
D 88 ARG - EXPRESSION TAG | UNP Q2YDS1
D 89 GLY - EXPRESSION TAG | UNP Q2YDS1
D 90 SER - EXPRESSION TAG | UNP Q2YDS1
D 91 GLY - EXPRESSION TAG | UNP Q2YDS1
D 92 GLY - EXPRESSION TAG | UNP Q2YDS1
D 93 ARG - EXPRESSION TAG | UNP Q2YDS1
D 180 GLN LEU VARIANT UNP Q2YDS1
D 214 ARG TRP VARIANT UNP Q2YDS1

e Molecule 3 is a DNA chain called 5-D(*DGP*GP*TP*GP*AP*AP*AP*(TTD)P*AP*GP*
CP*AP*GP*DGP)-3".

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
3 G 14 312 149 61 88 14 0 0 0
Total C N O P
3 I 13 290 139 56 82 13 0 0 0

e Molecule 4 is a DNA chain called 5-D(*CP*CP*TP*GP*CP*TP*CP*CP*TP*TP*TP*CP
*AP*CP*CP*C)-3".

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
4 H 14 274 133 44 84 13 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
4 J 13 255 124 41 78 12 0 0 0
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6%

Chain A: e

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.
e Molecule 1: DNA DAMAGE-BINDING PROTEIN 1

3 Residue-property plots (i)

Page 8

699 | gogN 6620 1 ° zL8d 5.9 I T66H | T07TS
834 zocd 86T ® 01%1 s 1 I 00TTI
1 1 [ | 1 ° 0493 TLL4 66010
LT L6TT 96zA P01 08%S [ ] TL9A 1 8861 860TT
I | 961S e £0%a | 6LWA ® 593S 049N qa.Ls [ |
G6TA 8L%1 . %-mm 1 mmmﬂu
zGA o+ | Lpe ° zqLT
19d 9L%A ° 6991 | oTeLY 06010
H6ET e Gl¥S T9GH 1 0SLL [ |
| g68D o vLhY 09971 959d 1 18019
#8170 88cH 26EN o €L¥S 6999 9594 9.8 980TL
Gl 1 [ | 16€4 ® Tlyl %390 | gpll [ |
7 [ 9821 01 ° 1 w90 €LOTH
£vA 1 | %821 ° 6%9A 1 964 [ |
1 #9TA €821 89%1 038N 1 6£L4 [ | 890TI
ova 1 z8eH L9%h 59T 8€.8 7164 [ |
1 £8TH 1824 ° 1 1 G90TA
9€N | esr1 T8EY ° ° 0%9L QELA [ |
oged 1872 08€D o o | | T90TA
BEY 1 6LES ® £9%A 9E9L 873 [ |
| ger 91T 9.TH 8.€0 | zowN Thea | Lo L80TH
2T | | | 97D | o* 9TLE e 2960 | 9g0TN
Te1 98T 1.2k LEh 09%0 L899 1891 9L [ ] 3507
0N geTT T 1 9gSH ® O0g9L $TLI 6961 | $GOTH
1 PETY TLED 95%b — oI L ogTu [ | €501
£2d £eT1 | Tued o ° TzLu $a6H 1
1 | eerd 9920 0Leb ° 2€SL 129N 12Ld £96M ZH0TS
6TA 1€71 | w9eh — 9294 0zLS [ | | TH0TL
810 1 £924 691 ° 1 mm\.m 086N 0%0TA
{2931 | zoen 998a ° £291 | 6964 6£0TT
I | gern 192H G9€eA QF ° | 2zl 9TLd 8%6a 8E0TH
qTA [24%) — 1 et 1299 1 | Lv6¥ LEOTT
HIV 85ed ° 029L £T.4 ® 9%6V [ |
— 9428 1 vzsh 1 I 1 $E0TN
feferdi] SGEN LT9N €E0TA
9 8TTL [ | HGEL 1 0TLT TH6N [ |
1 zeel 1 €19 0€0Td
BT [0 1 ° [ |
| ety | ° 1888 ® 8g¥1 079V SZ0Th
4351 0@ 1 — 908 Te6T $TOTL
BHTH 62€D gEvA ° 1867 | £20Td
[ | 82€1 9091 1 TTOTL
607D 0bTH 1 F 1
80TA [ ] qzen 19D £09T 9261
1 veeh HTEA | oswA 20971 [ |
168 [ | — ® 6T 1 769V 2261
1 1821 | 8ews €681 1261
68 81€a o LTl [ |
1 L1€7T I 9161
g8l 11 SR | ared
8K QTEL ¥THL I #1671 £T0TA
£8) [ | ZI0TT
| esv ket F 89S 806N
78L 24 60€S | gsoN | +
1 £12H 1 2891 £060
991 [ | S0ET ° L1661
a9 602h 9669
Lo | ° 5664
€9 502D 6681 %668
1 $0eN 00€T 1 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 4A0B

Page 9

0%TTH
6ETTI
8ETTYH
LETTL

EETTA

TETTH

DNA DAMAGE-BINDING PROTEIN 1

8CT1a

60TTA
80TTA
L0113

COTTY

e Molecule 1

3%

Chain C: -

6%

27%

65%

894

€9A

79I
09y
65D

™

9ETR
SETT
veTH
€ETT

8TT0
LTTd

gc1a

{44 %]

0211

8TIL

A31S

CI1I
TT1Y
0oT1a
601D
80TA

69d

6.2H

€L21

LSTL

j4°14S

19¢d
08zd

14498

0%CH

L€TI

9ETS
SETH

€€TH
[4%4)

oTTd

(4448

8TCTH
L1TS

e xacs
j224)
£1cd

112N

+

6020

LOTH

cocd

00y

L6711

1611

TLED

Ll

c1ed
T1€Y

70€1

ToEA
T0€Y

@ 662a
86C1

88cH
8¢

¥8¢1

1824

€970

[S7421)

SyvE

8EYT

® SE¥A

3

® TEWD

6274

LT

yTvL
£€Tha

61%Y

45748

0T¥%1

70%1
£0%a

Y6E1

TEEN
T6EY

68€1

L8€T

£8€Y

08€D

8.L€0
LLEL

pLED

TOSM
0991
699D

0GSN

b

S¥9d

cvsea

L€93
9€SH

@® <TgSlL

Tsh

80SA

9674

TLOA
0L9N
6995
6991

999d
9994

6791

w991

0%9L

9€9L

T€9T

LT9Y

129D
029l

LT9N

€19%

019Y

9091

€091
2091

€68
T6S1

L1871

TLSd

048y

G9GS

Y9.LS

€46.4
TGL1

0G.LL

vvLa

*

0%LI

9€LT
SELA

0ELS
LzLb
yTLI
€T3
zTLY
TZLd
LTLT

TILH

90.3

2T0LD

S69N
Y69V

0698

L89K

89S

2891

6.9

3

0064

8683

£68M

168X

6884
8881

988§

£88S

1881
0881

€L8NW

698V

L98Y%

v98%

1984

8681
L8683

F

£%8d

8€8d
LEBR

8T8k

t

818S

S18S

€18V

S08H

96.L0

EE0TA

0€0T4d

YTOTL

YT0T

21071

66T
T66H

6864
8863

9860a

£86V

086a

8.6
TL6Y
0L6N
6963
£960a
6961

6764

LY64

SY61

ve6Y

1€61
0€6A

F

TT6'1

7161

0T6W

06N

62111
8C11d
L211a
® 9CITY

OTTTY

L0773

€077d
2077¥

007TI

86011

$60TI
€607

T60TH
]
Z80TL
|
6.0TH
8Ll
LLOTH
|
€L0TH
|
S90TA

LG0TY

TS0T1

LY0TM

av01a

Cnn

0%0TA
6E0TT
8E0TD
LEOTI
9E0TH

6ETTI
8ETTYH

CETTA

0ETTI

DNA DAMAGE-BINDING PROTEIN 2

e Molecule 2

7%

26%

63%

Chain B

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4A0B

Page 10

0L1D

S9TA

TOTL

€911

TSTL
0GTA

8%TH

LETR

YETT

CETH

621d

£8CH

T8TA

cLTd

69CH

L9za
9921

€921
{44}

6%cH

ShTA

0%Zk

9TTA

(44s
6121

L1TL

414
€1zl

0TCA

Tozh

86TH

96TL
S6T1

€610

T61d
061D

9811

€8TL

69€X

vses

3

TPET

6EEN

LEES
9€EQ

veed
EEEN

oged
STeR

E£TEH

T2EW

61EV

60€Y
80€1

90EM
S0€1T

i

€621

162Q

L

682H

9824
98cd

08%1

k4]
SHIH

e Molecule 2: DNA DAMAGE-BINDING PROTEIN 2

£9¥S

LEVL

14729

STHY
BTN

{4444
1147
0Z¥%1

450

CTIPN

80%I

SO%L

£0%%

Tova

v6ed

7%

24%

65%

Chain D:

|
baT1a
€4TT

TSTL
0GTA

9IS
1548
LETR

SETH
YETT

621d
8CTd

€TTY

STTD

€118

OTTA

LOTH

08Ty
cLTd
69CH
921
€921
2921
09z

it 4]

6%cH

L¥TA

0%Tx

0€Td
62TA

6121
81¢L

€12l

1128
Lozh
cozh
86TH
L6179

9671
G6TL

€61a

3

68TH

49814
%818

[4:1%’)

081h

PL11
€LTI
TLII

T9TL

00€d

86TS
L6TS

€621

T62a

e Molecule 3: 5°-D(*DGP*GP*TP*GP*AP*AP*AP*(TTD)P*AP*GP*CP*AP*GP*DGP)-3

Y

bsig

9v¥d

£%%S

8EYD

SEYS

CTEDN

6271
8TPI

(4745

8TVH

CTHN

—
7%

47%

47%

Chain G:

e Molecule 3: 5°-D(*DGP*GP*TP*GP*AP*AP*AP*(TTD)P*AP*GP*CP*AP*GP*DGP)-3

13%

27%

60%

13%

6%

38%

44%

Chain H:

e Molecule 4: 5-D(*CP*CP*TP*GP*CP*TP*CP*CP*TP*TP*TP*CP*AP*CP*CP*C)-3’

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



Page 11 wwPDB X-ray Structure Validation Summary Report 4A0B

Chain J: 75% 6% 19%
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4 Data and refinement statistics (i)

Property Value Source
Space group P 22121 Depositor
Cell constants 113.10A 145.90A 224.44A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 47.72 - 3.80 Depositor
Resolution (4) 4772~ 3.80 EDS
% Data completeness 100.0 (47.72-3.80) Depositor
(in resolution range) 99.8 (47.72-3.80) EDS
Rinerge 0.14 Depositor
Raym (Not available) Depositor
<I/o(I)>" 3.34 (at 3.77A) Xtriage
Refinement program REFMAC 5.5.0102 Depositor
R R 0.243 , 0.319 Depositor
» Phfree 0.240 , 0.313 DCC
Rfree test set 1862 reflections (5.26%) DCC
Wilson B-factor (A?) 102.6 Xtriage
Anisotropy 0.090 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.28 , 61.8 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L|>=043, < L[?*>=0.26| Xtriage
Outliers 1 of 37280 reflections (0.003%) Xtriage
F,,F. correlation 0.90 EDS
Total number of atoms 23938 wwPDB-VP
Average B, all atoms (A?) 126.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 19.23% of the height of the origin peak. No significant pseudotranslation is de-
tected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.

WO RLDWIDE
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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:
TTD

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 0.37 0/8697 0.56 0/11777
1 C 0.37 0/8737 0.56 0/11831
2 B 0.37 0/2913 0.57 0/3957
2 D 0.37 0/2917 0.57 0/3962
3 G 0.63 0/306 1.13 2/470 (0.4%)
3 I 0.61 0/281 1.09 0/431
4 H 0.66 0/304 1.35 3/465 (0.6%)
4 J 0.65 0/283 1.17 1/433 (0.2%)
All All 0.39 | 0/24438 | 0.61 | 6/33326 (0.0%)

There are no bond length outliers.

The worst 5 of 6 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(®)
3 G 15 DG | P-O3-C3" | 5.89 126.77 119.70
4 J 12 DC | P-O3-C3’ | 5.46 126.25 119.70
4 H 11 DT | C4-C5-C7 | 5.34 122.20 119.00
4 H 11 DT | C6-C5-C7 | -5.21 119.77 122.90
4 H 12 DC | P-O3-C3" | 5.16 125.89 119.70

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.

WO RLDWIDE
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 8543 0 8538 184 0
1 C 8582 0 8588 177 0
2 B 2839 0 2785 63 0
2 D 2843 0 2788 66 0
3 G 312 0 171 8 0
3 I 290 0 160 4 0
4 H 274 0 160 6 0
4 J 255 0 149 0 0
All All 23938 0 23339 494 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 10.

The worst 5 of 494 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:40:GLU:HG2 1:A:54:GLU:HG3 1.44 0.97
1:A:864:LYS:HG3 | 1:A:899:LEU:HB2 1.51 0.93
1:A:204:LYS:HG2 1:A:205:GLY:H 1.33 0.91
1:C:391:ARG:HH21 | 1:C:711:HIS:HD2 1.18 0.90
2:D:102:GLN:HG3 | 2:D:107:HIS:HB3 1.54 0.89

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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 1076/1159 (93%) | 960 (89%) | 100 (9%) | 16 (2%) 137 59
1 C 1081/1159 (93%) | 953 (88%) | 114 (10%) | 14 (1%) 151 61
2 B 352/382 (92%) | 307 (87%) | 36 (10%) | 9 (3%) 17) 48
2 D 353/382 (92%) 318 (90%) | 30 (8%) 5 (1%) 141 59

Continued on next page...
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Mol

Chain

Analysed

Favoured

Allowed

Outliers

Percentiles

All

All

2862,/3082 (93%)

2538 (39%)

280 (10%)

44 (2%)

137 59

5 of 44 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 B 118 ILE
2 B 183 THR
2 B 194 ALA
1 C 707 ILE
1 C 855 ASP

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 957/1015 (94%) | 873 (91%) | 84 (9%) 121 50
1 C 962/1015 (95%) | 870 (90%) | 92 (10%) 46
2 B 313/335 (93%) 278 (89%) | 35 (11%) 38
2 D 313/335 (93%) 284 (91%) | 29 (9%) 111 47
All All 2545/2700 (94%) | 2305 (91%) | 240 (9%) Iﬂ 47

5 of 240 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 B 365 ILE
1 C 159 LEU
2 D 202 GLN
2 B 389 VAL
1 C 13 THR

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

sidechains are listed below:

5 of 59 such
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Mol | Chain | Res | Type
2 B 370 GLN
1 C 183 GLN
2 D 202 GLN
2 B 401 ASN
2 B 419 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

2 non-standard protein/DNA /RNA residues 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 Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2
TTD G 40,4546 | 1.63 | 7 (17%) | 58,74,77 | 2.26 | 16 (27%)
TTD I 40,4546 | 1.55 | 7 (17%) | 58,74,77 | 2.16 | 14 (24%)

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.
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
3 TTD G 9 3 - 0/22/109/110 | 0/3/6/6
3 TTD I 9 3 - 0/22/109/110 | 0/3/6/6
The worst 5 of 14 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 G 9 TTD | C2T-N1T | 2.26 1.41 1.36
3 G 9 TTD | C6T-N1T | 2.29 1.50 1.46
3 I 9 TTD | O4-C1’ | 2.37 1.47 1.42

Continued on next page...

- means
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 I 9 TTD | C2T-N1T | 2.64 1.42 1.36
3 I 9 TTD | C6T-N1T | 2.80 1.51 1.46

The worst 5 of 30 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
3 G 9 TTD 04-C4-C5H -3.87 119.76 122.92
3 I 9 TTD 04-C4-C5H -3.93 120.04 122.92
3 I 9 TTD | O4T-C4T-C5T | -3.42 120.13 122.92
3 I 9 TTD | C4-0O4R-C1R | -3.33 101.04 109.46
3 G 9 TTD C4-N3-C2 -3.26 120.97 126.84

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

2 monomers are involved in 6 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 G 9 TTD 5 0
3 I 9 TTD 1 0

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 (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)

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 1090/1159 (94%) 0.15 68 (6%) 24 |14 68, 109, 228, 265 0

1 C | 1095/1159 (94%) |  0.05 36 (3%) 50 34 | 70,106, 215,247 | 0

2 B 354/382 (92%) -0.26 77,98, 133, 144 0

2 D 355/382 (92%) -0.19 74, 103, 147, 175 0

3 G 13/15 (86%) 0.53 128, 164, 217,220 | 0

3 I 12/15 (80%) -0.31 167, 206, 232, 286 | 0

4 H 14/16 (87%) -0.19 131, 154, 223,232 | 0

4 J 13/16 (81%) 0.35 196, 230, 337, 374 0
All All 2946/3144 (93%) 0.02 104 (3%) 48 32 68, 106, 219, 374 0

The worst 5 of 104 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 A 583 | GLY 6.3
1 A 584 | GLY 6.3
1 A 497 | ASN 4.9
1 A 548 | ASP 4.8
1 A 547 | GLY 4.5

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

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95 percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 TTD G 9 40/41 0.89 0.23 - 128,141,161,167 0
3 | TTD | 1 0 | 40/41 | 0.83 | 0.28 T 164,193,226,236 | 0

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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