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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
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

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

MolProbity : 4.02b-467

Xtriage (Phenix) : 1.13
EDS : 236
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.36
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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 2.50 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
Rfree NN
Clashscore
Ramachandran outliers
Sidechain outliers [l

RSRZ outliers

Worse

Percentile Ranks

[

Value
N 0.250
- 37
I 3.3%
I 9.5%
T 9.4%

Better

I 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))
Riree 130704 4661 (2.50-2.50)
Clashscore 141614 5346 (2.50-2.50)
Ramachandran outliers 138981 5231 (2.50-2.50)
Sidechain outliers 138945 5233 (2.50-2.50)
RSRZ outliers 127900 4559 (2.50-2.50)

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 of 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% 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
7%
1 A 390 33% 49% 8%  10%
8%
1 B 390 39% 42% 8%  10%
1%
33% 50% 7%  10%
1 C 390
8%
1 D 390 35% 49% 6%  10%
9%
1 E 390 39% 44% 7%  10%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
8%
1 F 390 35% 48% 7% 10%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 17550 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 Tumor necrosis factor, alpha-induced protein 3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 352 ggt;;l 18CG8 51111 5(3)0 1S6 0 0 0
1 B 352 123;?51 15%8 51111 5(;() 1S6 0 0 0
1 ¢ 352 ggt;; 15%8 51111 5(?30 1S6 0 0 0
L) Db 2 o 1ses 51 50 10 ; ; 0
L] B 52| 05 s a1 a0 16 0 0 0
LF 52| 0% uses a1 a0 16 0 0 0

There are 120 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 5981 MET - expression tag | UNP P21580
A 5982 GLY - expression tag | UNP P21580
A 5983 SER - expression tag | UNP P21580
A 5984 SER - expression tag | UNP P21580
A 5985 HIS - expression tag | UNP P21580
A 5986 HIS - expression tag | UNP P21580
A 5987 HIS - expression tag | UNP P21580
A 5988 HIS - expression tag | UNP P21580
A 5989 HIS - expression tag | UNP P21580
A 5990 HIS - expression tag | UNP P21580
A 5991 SER - expression tag | UNP P21580
A 5992 SER - expression tag | UNP P21580
A 5993 GLY - expression tag | UNP P21580
A 5994 LEU - expression tag | UNP P21580
A 5995 VAL - expression tag | UNP P21580
A 5996 PRO - expression tag | UNP P21580
A 5997 ARG - expression tag | UNP P21580

W

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

Chain | Residue | Modelled | Actual | Comment Reference
A 5998 GLY - expression tag | UNP P21580
A 5999 SER - expression tag | UNP P21580
A 6000 HIS - expression tag | UNP P21580
B 981 MET - expression tag | UNP P21580
B 982 GLY - expression tag | UNP P21580
B 983 SER - expression tag | UNP P21580
B 984 SER - expression tag | UNP P21580
B 985 HIS - expression tag | UNP P21580
B 986 HIS - expression tag | UNP P21580
B 987 HIS - expression tag | UNP P21580
B 988 HIS - expression tag | UNP P21580
B 989 HIS - expression tag | UNP P21580
B 990 HIS - expression tag | UNP P21580
B 991 SER - expression tag | UNP P21580
B 992 SER - expression tag | UNP P21580
B 993 GLY - expression tag | UNP P21580
B 994 LEU - expression tag | UNP P21580
B 995 VAL - expression tag | UNP P21580
B 996 PRO - expression tag | UNP P21580
B 997 ARG - expression tag | UNP P21580
B 998 GLY - expression tag | UNP P21580
B 999 SER - expression tag | UNP P21580
B 1000 HIS - expression tag | UNP P21580
C 1981 MET - expression tag | UNP P21580
C 1982 GLY - expression tag | UNP P21580
C 1983 SER - expression tag | UNP P21580
C 1984 SER - expression tag | UNP P21580
C 1985 HIS - expression tag | UNP P21580
C 1986 HIS - expression tag | UNP P21580
C 1987 HIS - expression tag | UNP P21580
C 1988 HIS - expression tag | UNP P21580
C 1989 HIS - expression tag | UNP P21580
C 1990 HIS - expression tag | UNP P21580
C 1991 SER - expression tag | UNP P21580
C 1992 SER - expression tag | UNP P21580
C 1993 GLY - expression tag | UNP P21580
C 1994 LEU - expression tag | UNP P21580
C 1995 VAL - expression tag | UNP P21580
C 1996 PRO - expression tag | UNP P21580
C 1997 ARG - expression tag | UNP P21580
C 1998 GLY - expression tag | UNP P21580
C 1999 SER - expression tag | UNP P21580

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

Chain | Residue | Modelled | Actual | Comment Reference
C 2000 HIS - expression tag | UNP P21580
D 2981 MET - expression tag | UNP P21580
D 2982 GLY - expression tag | UNP P21580
D 2983 SER - expression tag | UNP P21580
D 2984 SER - expression tag | UNP P21580
D 2985 HIS - expression tag | UNP P21580
D 2986 HIS - expression tag | UNP P21580
D 2987 HIS - expression tag | UNP P21580
D 2988 HIS - expression tag | UNP P21580
D 2989 HIS - expression tag | UNP P21580
D 2990 HIS - expression tag | UNP P21580
D 2991 SER - expression tag | UNP P21580
D 2992 SER - expression tag | UNP P21580
D 2993 GLY - expression tag | UNP P21580
D 2994 LEU - expression tag | UNP P21580
D 2995 VAL - expression tag | UNP P21580
D 2996 PRO - expression tag | UNP P21580
D 2997 ARG - expression tag | UNP P21580
D 2998 GLY - expression tag | UNP P21580
D 2999 SER - expression tag | UNP P21580
D 3000 HIS - expression tag | UNP P21580
E 3981 MET - expression tag | UNP P21580
E 3982 GLY - expression tag | UNP P21580
E 3983 SER - expression tag | UNP P21580
E 3984 SER - expression tag | UNP P21580
E 3985 HIS - expression tag | UNP P21580
E 3986 HIS - expression tag | UNP P21580
E 3987 HIS - expression tag | UNP P21580
E 3988 HIS - expression tag | UNP P21580
E 3989 HIS - expression tag | UNP P21580
E 3990 HIS - expression tag | UNP P21580
E 3991 SER - expression tag | UNP P21580
E 3992 SER - expression tag | UNP P21580
E 3993 GLY - expression tag | UNP P21580
E 3994 LEU - expression tag | UNP P21580
E 3995 VAL - expression tag | UNP P21580
E 3996 PRO - expression tag | UNP P21580
E 3997 ARG - expression tag | UNP P21580
E 3998 GLY - expression tag | UNP P21580
E 3999 SER - expression tag | UNP P21580
E 4000 HIS - expression tag | UNP P21580
F 4981 MET - expression tag | UNP P21580

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

Chain | Residue | Modelled | Actual | Comment Reference
F 4982 GLY - expression tag | UNP P21580
F 4983 SER - expression tag | UNP P21580
F 4984 SER - expression tag | UNP P21580
F 4985 HIS - expression tag | UNP P21580
F 4986 HIS - expression tag | UNP P21580
F 4987 HIS - expression tag | UNP P21580
F 4988 HIS - expression tag | UNP P21580
F 4989 HIS - expression tag | UNP P21580
F 4990 HIS - expression tag | UNP P21580
F 4991 SER - expression tag | UNP P21580
F 4992 SER - expression tag | UNP P21580
F 4993 GLY - expression tag | UNP P21580
F 4994 LEU - expression tag | UNP P21580
F 4995 VAL - expression tag | UNP P21580
F 4996 PRO - expression tag | UNP P21580
F 4997 ARG - expression tag | UNP P21580
F 4998 GLY - expression tag | UNP P21580
F 4999 SER - expression tag | UNP P21580
F 5000 HIS - expression tag | UNP P21580
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3 Residue-property plots (i)

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

first graphic for 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 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: Tumor necrosis factor, alpha-induced protein 3

7%

Chain A: o

10%

8%

49%

33%

€2093
22094

02094
6T09A

YTO9N

TT09X

071097

80090
,009d

@ S009A
0090
@® £0093

€0T9D

0079a

8609N

96093
$6091
7609V
€609A

T609%
06094
6809A

78093

0.L09a
69091
89091

99093

€9091

veT9a
€ET9L

6CT9L

L2194
92191

2TT91
TCT9A
02191
61790

T2e9L
0Ze9D

LTE9M

TTIE9A

21€91

0T€E9T

80€9W
L0€9T

50€94
70e9X
€0€91

TOEN
00€93d
662931

16294

§6294
7629d

26291
16291
06294
68C9H

98291

¥8coa

6,290
8.T94

9.L29A

SG.291

€LT9A

1,294
G
@ 8929d

T9€94
09€9S
6GEON
85€9d
15€90
9GE9M
SGEM
ySe9N
€9€94

67E9A
8¥€91
Ly€93
9v€94
SYE9X
¥veaa
£%€90

e Molecule 1: Tumor necrosis factor, alpha-induced protein 3

T9€91
0vEON
6EE9T

LEEIN
9€€9d

YEEIN

cee9d

62E9N
8TEY

9TEIN
SCE9I

TTEIL

8%

Chain B: r—

10%

8%

42%

39%

LY0TL
9%0TA

EV0TI

6E0TH

LEOTI

(440X

020TH
6T0TA
8T0TV

9T0TY

YTIO0TN

0T0TT

L00Td
90071
SO0TA

@® €007d

8TTTL
L1110
9TTTh

ETTIM
CITTN

OTTTD
60TTS

LOTTY

€60TA

RLDWIDE

T60TH

8801
18074

G80TM
780TN
€80T1

T80TX
0807Th

F

€L0TI

0L0Ta
690TI
89011

99013

€90TI

T90TH

6%01d

0O
PROTEIN DATA BANK

W

erpBe


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

3DKB

wwPDB X-ray Structure Validation Summary Report

Page 9

T8TTH

® ¥VITIM

CYTITIM

veT1a

(44291
TCTTA
0111

S92Ta
¥oTTi
€9211

092711

8SCTA
PASIA XS
9GCTH
SGCTH
vse1s
€92Ta
[4°1499

09211

VAZAXS

€VCID

15741
0vCTV

STCTT

€1TTH

S0CTY

20TTI
TOTIN
00210

Y6711
€6T14

LIETM
® 9I€TD

TIETA

CIeTI
T1€Td
onﬁH
S0€Td
YOETH

COETT

86CTH
L6213

s6c1d
v6C1d
€621d
¢6TTL
16211

68CTH
88CTA

® CT9ETh
@ T9eTd
09€TS
6GETN
8SETH

SSETH
YSeETH
€GETA
6VETA

9veETA

7veETA

in 3

Tumor necrosis factor, alpha-induced prote

e Molecule 1

11%

10%

7%

50%

33%

Chain C

2voTL
Tv0TH
0¥024
6E0CH
8€0CH
LEOTI
® 9€0CI
SE0TD
YE0TN
€€0CL
2eoed
TeoTH
0€024

8¢0ca
1,20cd

§20CTL
vcocy
£€2023

TeocI
00Ty
6T0CA

L1023
91024
mamwz
21021
TT0CA
010271

3

90021
S00ZA
%0020
@® €£00zd

60728

69021
89021

S90CH
%9021
€90C1

T902H
09024
6502h

® SSozh

€3902L
2502y

0502
6¥023

L¥0TL
9%0CA
Sv0cy

LN
—
©
-
IS
3

¢sT1ed
TG12d
® 0ST2d

8v1TH
LYT2T
ov1CS

[474%4:)

6ETTA

LETCTN
9ETTY

veTea
€ETTL

62121

j£419'S

[4914!

02121
61120

L

Lited

€TTCH

oTTZh

9S¢CH
@® S§SccH
¥5ces
€5cea

05221

® LTTel
@® 9tced

0zees

c¢treea
T1Ces

,0TCI

S0¢cYd
444

20ceI
TozgeN
0022d
66121
86TCA

¥61CL
€6723
68TCN
@® 981C1

@® §812H
®

§seeTI

cTeTL
Tzecl
0ZETH

STETh
vreca
€1€ed
[45448

0oreeI
60€TA

90€TA
lootac
Y0€TH

20€TT
TOoETH

)

16223

S6ccd
v6c2d

(44N

T9€TH

09€2S
639€TN
fisioract
Piterdi]
99ETM

vseen
€SETA
2SeTd

0SeTh

@ 6%eTA

8veT1
PALACH
9v€eTd
SYETA
vveea
£7€2a
[47a
Tweet
0vETN
6€€T1
8€€Td

9€€Td
SEETT

L

e Molecule 1

0€ETT

92ETN

m 3

Tumor necrosis factor, alpha-induced prote

10%

6%

49%

35%

8%

Chain D

svoey
¥¥0€H
EV0EN

6E0EH
8E0EH
LEOET

SEOED

€E0EL
2eoed
TE0EN
0€0€d

820€d

920€d
SToel
¥coed

ceoed

6T0EA
8TOEY
LT0ENA

O

R LDWIDE
PROTEIN DATA BANK

STOEW
PT0EN

0T0€T

800€b

900€T

S00EA
00€b

W



3DKB

wwPDB X-ray Structure Validation Summary Report

Page 10

0zZ1eT

8TTEL
L17€0
9T1ED
TTIER

LOTEY
90TEH

00TEA

860EN

960€X1

V60€Y

$.L0€D

€L0€T

L

890€T

%90€1
€90€T

T90€YH
090€4
® 650€d

LLTEL
9LTES

CLTeT
TLIET

691€Q
89TEM

[443°9]
TCTEN

€5ced
Nmﬂm>
8¥Tel
Lvzed

{4442

Zheed

(%743 ]

8ETEM
LETEH
9€CET

veceT
EETER

T€TED
0€TED

8TTEN

@® 92ced

T1C€ES
0T2ZeI

90zed
S02eYd
v02eYd

20zZeT

661€T

96T€L

76T€T

067€S
68TEN
88TEA

Lezed

96TEN

v6ced

T62€T
062ed
68CEH
88CEA
L8CEN

mJﬂma
® T8ceY
182€D

® 6.2ed
8.T€Y

9.LTEN

€LTEN

+

Tumor necrosis factor, alpha-induced prote

® .92ed

S9zea
vocen
€92€T
T9TEL
T9ZEA
09zeT
65ced

9GCEH
® §SceH
vaces

T9ged
09€ES
6GEEN
8G€Ed
Lse€d
99€EM
SGEEN
vgeen
€9€€X

87eeT
Lyeed

Svees

£7€Eq

TveeT
07EEN
6EEET

LEEEA
9geed

€Y
ceeed

LTEEV

Sceel
YTeet

Teeel
0ZEED

m 3

e Molecule 1

10%

7%

44%

39%

9%

Chain E

VA0 AR
9Y0VA

15740728

8E0VH

0Zovy
6T0VA

PTOPN

0T0%T

124578
02191

L11%a
91T

(43578

(0} 957]

90TYH

70T%1

COTYN

860%N

96074
S607%1

T607M

88074

980%0

780N

18073
08070

9L0%L

€L0VI

TL0%d
0L0%a
69071

L90%Y
990%M
S90VH
79071
€9071
2907
19074
09074

L5070
95074
55070
75070
€507.L
(4044

6707d

e vS1vd

® TSTvd

SYIva

1534570]
(4457
15745%:

B6ETTN

LETHN
9ETHY

YETRA

TETHA

62TV.L
8C1¥S
L2174

€CTVY

V9TV

(4140

F

LSTvd

SSCVH
¥Sevs

Nmm¢>
174729
Svevd
¢¢M¢>
evd
(Y7441

8ETYM

9€TY'T

veTy1

CETVI

0ETYD
(1447

L2ey1
92Chd

@ o
—
a
<
22 72)

91CvY
STCYV1
j4%47))
1454708

L0TYI

S0CHY
v0chd
€021
0TI

86TVA

v61vI
€617

T7EYT

6EEVI

9EEVd

62EVN

LCEVY

E€CEVH

Teevl
0ZEYD

o
® LIEWM

® STEWD
4257\

CTEVI

oﬁM¢H
SO0EYH
wo“w&
TOEYH
00€7d
66273

L6273
96CTN
S6Cva
v6cvd
€62vd
[447A9

062vd
68CVH

L8T¥M
982¥1

0827vd

TOEVd
09€VS
BSETN
89€7H
LSEVD

Tumor necrosis factor, alpha-induced prote

SGERH
veERH
E€9ETA
2SEVE

e Molecule 1

0SETD
6YEVA
ww“¢q
SYEVA
Tveva

TYETA

n 3

10%

7%

48%

35%

8%

Chain F

O

R LDWIDE
PROTEIN DATA BANK

W



3DKB

wwPDB X-ray Structure Validation Summary Report

Page 11

E€V0SW
2Y0SL
TY0S%
0%0Sd
6€0SH
8E0SH
LEOST
9€0ST
SE0SD

2€0Sd

8208

2054

220sy

020Sx
6T0SA

LT0SY%

STOSW

€10SS

TTOSA
0T0ST

800Sh

90081
@® SO00SA

@® €00Sd

ETTSM

TTTSA
0TTSh

90TSH
SOTSH
%0141

T6T9T

98TS1T

08TSd
6LTSL

9.L1SS

CTLIST

69190
89TGM

@® T91SL

TST1S9

[
® 6%1SS

Ly1S1

¥PIST
€71S0
CYTISM
Ty15Y
0%184

LETSN

veETSa
€ETSL

0€191
6CTSL
8C13S
L2184
€2TSY
TCTISA

617Sd
8TTSL

09281
652Sd
8GCSA
LGTSd

SGCSH

8ETSM

9€TST

6CTSA

122s1

61294

0T2ZSI
602SA

YeesN

2eesd
1€€5d

mwﬂmx
9CESN
mNMmH
T2eSL
0ZESD

9T€9D
STESH
YTESA

80ESN

90€SA
S0€sd
70eS%

C0€ST
TOESH
00€5d
66294
86CSN
162594
962N
96293
¥625d

26CSL
16251
06254
68CSH

L82S%

825D
08254

8,254

9.2SA

@® 892Sd

S92Sa
792394

29esh
T9e93
09€SS
6SESN
85€S3d

G5E9
vSean
€5ESA

TSESH

67ESA

Ly€9d
9%€94d
SYESA

£¥esd

TYEST

B6EEST

9€€Sd

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12 wwPDB X-ray Structure Validation Summary Report 3DKB
4 Data and refinement statistics (i)
Property Value Source
Space group P 32 Depositor
Cell constants 123.64A 123.64A 143.04A .
Depositor
a, b, c, a, B, 90.00° 90.00°  120.00°
. 25.00 — 2.50 Depositor
Resolution (A) 20.74 — 2.50 EDS
% Data completeness 93.5 (25.00-2.50) Depositor
(in resolution range) 95.8 (29.74-2.50) EDS
Rinerge 0.07 Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.98 (at 2.51A) Xtriage
Refinement program CNS Depositor
R R 0.200 , 0.246 Depositor
7 Phfree 0.207 , 0.250 DCC
Rree test set 8218 reflections (9.73%) wwPDB-VP
Wilson B-factor (A?) 43.3 Xtriage
Anisotropy 0.518 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.33 , 54.3 EDS
L-test for twinning? <|L| > =047, < L?*> = 0.29 Xtriage
0.038 for -h,-k,1
Estimated twinning fraction 0.039 for h,-h-k-1 Xtriage
0.488 for -k,-h,-1
Reported twinning fraction 0.476 for h+k,-k,-1 Depositor
Outliers 0 of 84471 reflections Xtriage
F,.F. correlation 0.95 EDS
Total number of atoms 17550 wwPDB-VP
Average B, all atoms (A?) 69.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 52.91 % of the origin peak, indicating pseudo-translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo-translational symmetry is equal to 4.5482e-05. The detected translational NCS is most
likely also responsible for the elevated intensity ratio.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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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 | gy 7155 | RMSZ | #(2] >5

1 A 0.43 0/2993 0.65 0/4045

1 B 0.47 0/2993 0.69 | 1/4045 (0.0%)

1 C 0.40 0/2993 0.65 0/4045

1 D 0.44 0/2993 0.66 0/4045

1 E 0.48 0/2993 0.68 0/4045

1 F 0.42 0/2993 0.66 | 1/4045 (0.0%)
All All 0.44 | 0/17958 | 0.67 | 2/24270 (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 F 5348 | LEU | CA-CB-CG | 5.33 127.56 115.30
1 B 1264 | LYS N-CA-C 5.12 124.83 111.00

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 2925 0 2915 216 0
1 B 2925 0 2915 208 0
1 C 2925 0 2915 227 0
1 D 2925 0 2915 230 0
1 E 2925 0 2915 207 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 F 2925 0 2915 245 0
All All 17550 0 17490 1309 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 37.

The worst 5 of 1309 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:6336:PRO:HD2 | 1:A:6339:ILE:HD11 1.19 1.17
1:B:1228:LYS:H 1:B:1228:LYS:HD2 1.14 1.11
1:C:2105:MET:HG3 | 1:C:2122:LEU:HB3 1.29 1.09
1:B:1189:ASN:ND2 1:B:1189:ASN:H 1.43 1.09
1:F:5336:PRO:HD2 | 1:F:5339:ILE:HD11 1.38 1.06

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.

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 346/390 (89%) 297 (86%) | 36 (10%) | 13 (4%) |
1 B 346/390 (89%) 298 (86%) | 33 (10%) | 15 (4%)

1 C 346/390 (89%) 294 (85%) | 39 (11%) | 13 (4%)
1 D 346/390 (89%) 298 (86%) | 34 (10%) | 14 (4%)
1 E 346/390 (89%) 296 (86%) | 38 (11%) | 12 (4%)
1 F 346/390 (89%) 296 (86%) | 38 (11%) | 12 (4%)
All All 2076/2340 (89%) | 1779 (86%) | 218 (10%) | 79 (4%)

5 of 79 Ramachandran outliers are listed below:

WO RLDWIDE
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Mol | Chain | Res | Type
1 A 6004 GLN
1 A 6266 SER
1 A 6279 ASP
1 B 1004 GLN
1 B 1163 ASN

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 325/354 (92%) 291 (90%) | 34 (10%)
1 B 325/354 (92%) 289 (89%) | 36 (11%)
1 C 325/354 (92%) 296 (91%) 29 (9%)
1 D 325/354 (92%) 300 (92%) 25 (8%)
1 E 325/354 (92%) 294 (90%) | 31 (10%)
1 F 325/354 (92%) 294 (90%) | 31 (10%)
All All 1950/2124 (92%) | 1764 (90%) | 186 (10%)

5 of 186 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 3229 VAL
1 E 4200 CYS
1 D 3282 | ARG
1 E 4062 GLU
1 E 4263 LEU

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

such sidechains are listed below:

Mol | Chain | Res | Type
1 E 4004 GLN
1 F 5039 HIS
1 E 4044 HIS
1 E 4256 HIS

Continued on next page...

5 of 83
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Continued from previous page...
Mol | Chain | Res | Type
1 F 5143 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)

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

5.5 Carbohydrates (i)

There are no monosaccharides 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.


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

Page 17 wwPDB X-ray Structure Validation Summary Report 3DKB

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 352/390 (90%) 032 |29 (8%) 20, 62, 150,195 | 0

1 B 352/390 (90%) 021 |30 (8%) 19, 50, 142, 179 | 0

1 C 352/390 (90%) 0.52 41 (11%) 30, 66, 148,185 | 0

1 D 352/390 (90%) 0.29 32 (9%) 23,59, 145,188 | 0

1 E 352/390 (90%) 0.24 35 (9%) 19, 52, 145, 175 | 0

1 F 352/390 (90%) 040 | 31 (8%) 28, 67,146,194 | 0
All | ALl | 2112/2340 (90%) |  0.33 198 (9%) 19, 59, 146, 195 | 0

The worst 5 of 198 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
5153 | VAL 22.8
2318 | ASP 194
4153 | VAL 18.3
3153 | VAL 16.5
6150 | GLN 15.2

—| = =] = =
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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 monosaccharides in this entry.

6.4 Ligands (i)

There are no ligands in this entry.
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6.5 Other polymers (i)

There are no such residues in this entry.
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