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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 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 : 211
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) : 2.1
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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 3.30 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 63
Ramachandran outliers M 10.5%
Sidechain outliers D 14.7%
RSRZ outliers I I 2.9%
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 141614 1205 (3.34-3.26)
Ramachandran outliers 138981 1183 (3.34-3.26)
Sidechain outliers 138945 1182 (3.34-3.26)
RSRZ outliers 127900 1115 (3.34-3.26)

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 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
1 A 315 18% 44% 10% 27%
5%
[ |
1 B 315 19% 43% 11% 27%
%
B n
1 K 315 23% 38% 10% - 27%
%
[ |
1 L 315 17% 48% 8% 27%
%
[ |
2 C 1119 25% 59% 14%
3%
[ |
2 M 1119 24% 59% 15%
%
= | |
3 D 1524 20% 520 18% . %

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

Mol | Chain | Length Quality of chain
3%
_
3 N 1524 21% 52% 17% P
%
. I
4 E 99 29% 52% 11% . .
2%
4 O 99 34% 47% % 5% .
%
— .
5 F 423 22% 48% 10% - 18%
%
. .
5 P 423 26% 44% 10% - 18%




Page 4 wwPDB X-ray Structure Validation Summary Report 2CW0

2  Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 53962 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-directed RNA polymerase alpha chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 229 Tg E]aél 1 1053 31113 3(??7 2 0 0 0
1 B 229 TZ Baél 1 1053 31113 3(??7 2 0 0 0
1 K 229 Tg Baél 1 1053 31?3 3(??7 2 0 0 0
1 L 229 Tg Baél 1 1053 3T3 3(?37 2 0 0 0
e Molecule 2 is a protein called DNA-directed RNA polymerase beta chain.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 ¢ 1119 ggt;él 55081 15N77 1((3217 284 0 0 0
2 M 1119 ggt;él 55081 15N77 1((3217 284 0 0 0
e Molecule 3 is a protein called DNA-directed RNA polymerase beta’ chain.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 D 1392 F()Oﬁ)t?é 69053 15141 2(818 383 0 0 0
3 N 1392 ;F()Oﬁ)t?é 69(?)3 1§41 2(218 383 0 0 0
e Molecule 4 is a protein called RNA polymerase omega chain.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
$ 1B 0w s w0 | 00
4 O 95 T706t§7Ll 428 115\3]3 151)4 ASL 0 0 0



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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e Molecule 5 is a protein called RNA polymerase sigma factor rpoD.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g d 345 2793 1762 504 523 4 0 0 0
Total C N O S
g P 345 2793 1762 504 523 4 0 0 0

e Molecule 6 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
6 D 2 5 5 0 0
Total Zn
6 N 2 5 5 0 0

e Molecule 7 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 D 1 Total Mg 0 0
1 1
7 N 1 Toltal l\gg 0 0
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Stretches of 2 or more

27%

10%

44%

wwPDB X-ray Structure Validation Summary Report

18%

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).
consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

e Molecule 1: DNA-directed RNA polymerase alpha chain

3 Residue-property plots (i)

Page 6
Chain A:

994
91
€9H

06TL

88710

ETTH

T9A [4433

98TY
6T1a ¥8TL
8TTV €81d
(4%

694
891
PAS)S

§GS
YI1d 6.T4

3

089
6%d
81

9LTH
SLTH
0TTY TLIA
€L1d

11% 27%

[
DO - oo ™S 0O N ®© —
OSS $ FF S§ SO0 LW LW0 0 O ©
AHMREHA HASEHSESBWM>>H =
° e o
II.. II II IIIIII IIIIII : IIIIII

o

II II II : IIII IIII II

= 80TH
S%1 n.m. TLTA
! 901d
€91 .m e 0%T 69TV
4
LT .mha 8EN ZOTY L9TA 82zd
091 a2, L€9 1071 997d | Lgen
6ed — 98T 0011 9911 922S
geN «© agL 66T Loy | azea |
| lep % PEA 861 £9TN (2498
97T €€ L6A T9TI | sgTl
s = ozes %61 e zzz1
BEA <5} 1€ | ageb 097a . TeTH
| een | a | oosw 61 — ocza
zed = 6ca | g6s
.|O. < 821 ¢6d GGTH °
2 @ L2d 16N | wetE |
| o6l | 622h I £8TY 9123
124 MMM 9911 I = T MMH
€68 922S Z ggd 03Tk
z6d | gged o fadct 98A G 41
#Th 6N 2Tk = 129 e g81 8TA 1121
ggd 061 £2TL <5} | 0ek | w8E LHTD A
zed 684 42441 3 614 €83 I 6023
129 88y 12ZH ) 8Ty e 81 8021
0k 18 0zed = o | | BHTA L0zd
674 984 | 6Ted = 91h e 6L €97y 90ZL
1 a81 81T i STL 8.1 ZHTA S0zA
88 1721 < 2 1.8 1918 %028
vTY — 91z 7z, < £TA 9LA 0%TH €029
£TA STZA @ T QLA | zoza
491 | wTev - - 114 w20 oI 1021
€1zh - OTA €LH LETH 00ZM
r z1en — R 6d Lem — | 6611
e o 7 Lo 1A 8674
01TV = 5 o geTd I
602E O m 91 69d ® TETT
8021 < o 891 TETL 9611
| | o = L9L oI $6TY
. S0TA M < 995 €610
| w0es = ° [ | 8eTH | zerT
€029 ) @) o £9H o 211 1610

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

20W0

wwPDB X-ray Structure Validation Summary Report

Page 7

11

DNA-directed RNA polymerase alpha cha

e Molecule 1

%
i

27%

10%

™
32
[

38%

23%

Chain K
‘

09a

LSk
9GA

el
€3A
(444

[z

e
B
[

623

9TH

A
€24

12D

613
814

91h

Ay
ETA

OTA

8y

91

£€eTd
CTETT

0TV
6211
8CTTH

9Z1a

¥
E€TTH
(449}
1cTa
0ZTA

8TTV
LTTA

TLTd
OLTA
69TV
8910
LOTA

LTTN

etad
j£428

[444
TCTH

@ 81Tl
121
91cd
STTA

60CH
80CT

S0TA

€02H

11

DNA-directed RNA polymerase alpha cha

e Molecule 1

27%

8%

48%

17%

- ) 0
- — =
) =4 [

2%

Chain L
‘

821
Led

e ST1

<
N
=

N ™
o
[ I

8TH

91h

[
%

®
9 © N~
M AN

o
-

1071
0071

LBA

s60
6T

T6N

884
L8A
98A
S8'1

£831

081
6.1
8LI

9LA
SLA
vLa
€L3

TLA

82¢d

9TTs
gced

11

DNA-directed RNA polymerase beta cha

e Molecule 2

O

R LDWIDE
PROTEIN DATA BANK

W



20W0

wwPDB X-ray Structure Validation Summary Report

Page 8

2%

14%

59%

25%

Chain C

€90
29D

3

849a
L83
994
o]
91
£8d

181
0G3

8%d
LyY

i)

£%D

PN
[0hc
64
8EN

YEA

(434

0€1
62y
8cH
Ly

STs
vca

121

3

6TL
811
L1d
91d

€11
CTA
114

94

€I

TH

LTT4
9TTS

TTTL

61Td
8TTI
LITH

Y114

(4%

60T
80TI

90T

70tTa
€0TYH
COTH

0071
660

L64
96Y

88T

984

180
08t

8.4

9.d

eLT
(2K

0L3
69T

[ ] 9971

L8IN
98TA
G8TY
81N
€815

VA KS
ZA%)

691D
8974
L9TH
991d
G911
%91d
€971
2ToTI
1918

6871

LGTY
981D

j2°11S

T81Q
081d
6711
8%14
PAAPS
9%TA

P¥1d

THTH
0%TI
6£Th

LETA
9€TI
GETA
veTH
€ETa

TETD
0EIN
62TI
8CTI

05TYH

8¥%cd
L¥Td

T%C1
6€cd
8€TT
LETYH
9€cI
® S€ezI

£ecH
[4314cs

8Ty
LgTd
9TTA
§ees
444

TTTH
94

8T1CA
L1271
91cH
ga1ed

[a14]
e 1121

80TV

9021
S0cH

T0TA

0021
66TA

PIEL
£€1€71

Tred
0T€1
60€X
80
L0€T

S0€d
€0e4d
CTOEA
TOoEd
00€a
662

962D

£624

T6CY

68TL

98¢S
G821

€8¢1

1821

6.Lca
8.Lcd

i 2x4S
€LTH

89¢a
® L9Tk

v9cd
£9¢a

0921

89CA
LSTA
99TA

[4tas
TSsea

@ B8LET
LLEd

SLES
vLEN

1

@ CTLeT
TLEN

L9ET

S9€a

€9€S

i

89¢Y

99¢eY
SGEA

£9ey
{44 )

0GeY
6YEY

LYED

@ €geel
cEEY
TEEY
0EEN
62€D
8CET
LTEH
9ZEA

vcea

LTEA
9T€D

VA4
i)
SvvE
Yhvd
EYPL

6E%D
8EPI
LEDY
9ETD
SEVA

EEVL
TERY

0ETA
6C%a

LTYA
9Tva

744

I

6T%L
811
L1%D

T1%S
0T¥%I
6074

LO%Y

S0%Y

68€S
88€Y
L8ES

g8ed
v8ed

605V

L0SY

Y0s3

209d

8L%A

9L%H
SLYA
i ZA78
E£L%Y
TLvY
TLPR
0L%d

89%4
L9%I
99%4
S9%H
¥9v1
£9%3
29%a

68%Y
8G%A

9991

€971

0S%D
6771
8YHN

€L5Y
TLSI
TLST
048d
693A
895V

99SL

Y9SKH
€98N
T98s
798D

998N
eisiel )

CTSSH
jaetcict

0891
67394

9%9T

TESW
0€sd
6CSA
8c9d

etdef

€e8I
[£4:7
T2ad
((4ekcs

8T8Y
LTSY
918y
STSY

€TSA

SEOL
%€9D

TEON
1€98

629K
8294

9T9Y

¥29d
€TOK
{44k
TTOA

STOX

E€T9A
CTOA
1791
0794
609N
809D

909A
S09%

€097
2093
1099
009a

8693

96SL
9691
v6SY

169S
0690

L8SGA

9894
%893

89D

083N
6.LSA

LLSd
9LSY

8690
L69¥
9694

8.9d

SLOV
YL9A

TLON
049b
699D

L99Y

9994
7999

2993

099V
699d
899D

9991
7991
€990

TSN

6%91
8v9Y
L%9b

SPOA
4208
E£79N

T9od
0%9¥

8€90d
LE9T
9E9Y

194

[oos
6SLL
854

6.1

T8Ld
1S.d
08.LY
6%LA
8¥v.3

SPLI

E€PLA

LELT

TTLE
0TLI
60.3
80LK
L0L¥

Y0LH

E£18A

118d
0780

8084

9081
5084

€08L
2084
T08A
008A

86.D

96.3
S6.LD

YLLT

TLLY

688H

1883

S881

9.8A

7.81
€.8d
TL8N
1481
048I
6981
898d

1684a

SG8A
¥98d

4681
7983
0S8V

8%8A

o8y
Sy8N
%80

Lg8da
9€8DH
SEBA
esh
£€81

O

R LDWIDE
PROTEIN DATA BANK

W



20W0

wwPDB X-ray Structure Validation Summary Report

Page 9

L5634

TS6'T

0861
6763
8¥63
LY6Y
9%64
Sv6d
Y961
E€%6A

3

6£6Y4
8E6)

9E6A

6264

LT6D
964
SCT6A

£c6d

126V

616V
8161
L1671

ST6%
9161

216d
T168
016

L06a
9064
G061

2061

6680

9684

£68Y

768D
0681

44U

TTOoTH
12011

6T0TD

LTO0TL

€T0TA
¢10Td
11019
0T0TL
600TS

SOOTH
7001
€007a

666H

1661
9663

€664
z661
1660
0669

8861
L861
986d
S869D

€861
286d
1862

6.L6L

0963

060TY
680TA
88071
L80TA
980TY
S80T4

£8073

T80TA
080TS
6.0Td

9L0TA
49.01a
L0732

TLOTI
0L0TI

L90TX
990TY

860Ta
LG0TS
9G0TH

$G0TL
€G60T1
CTSOTH
TS0tTd
0S0Th
67071
8%0TL
LY0TH
9%0TY
SHOTY
H%01D

Tv0Ta

8E0TM
LEOTA

QEOTH
ve0TH
€E0TD
CTEOTA
TEOTH

620TD

L2074

DNA-directed RNA polymerase beta cha

8TTTY
LTTTS

€111d
[ASA TS
e TITII

60TTA
80T1d
LOTIN

SOTTH

€0T71a
20111

00TTh
660TA
8607a

9601V

e Molecule 2

60TV
€60Th

11

3%

15%

© <
0 ©
(5] =]

59%

24%

oM O N~ 0
NN~ N~
R} [ Y

Chain M

0LE
691

99T

a1
€4d

TSL

674
8vd
LYY

©
<
=

€%
ThA

6€Y
8EN

YEA
€€Q

0€1

121
0Za

811

ST1

€11
CTTA

OETN

+

STTH
¥21a

CTTL

0ZT11
61Td
8TTI

A

[43%S

oTTd
@ 60TY
80TI
LOTT

€0TH
COTH
T0TI
0071

861
L6Y

G6K
¥6'1
€6d
T6Y
160

68L
881

9831

L6TT
9611
S6TT
76TA

c61d
1674

L8N

S8TH

€818
Z8TA

@ 9477
S.13
e ¥.iI1
eL1a
CTLTI

® 891
L9TH

S9T1

€971
® 291I

09TV
6GTI

LGTY

S96Td
914
€41V
cS1d

0S1d

LYTR

S¥1D
¥91d
EVIS

61D

LETA
9€TI
SETA

(44
T9CI

65TD

LSTA

bacA

T4ca
06y
6%cH
8¥%cd
L¥ed

(44408

SETT

£€cH

T€ed

Lged
144

£€eea
[444)
7221

6120
81TA
L1271
91T
812D

® TI1Tl

80TV

S0Td

£02a

T0TH
@ 0021
66TA

SEEL
veey
@ ¢€gel
ceey

ozed
Gazel

ST1eY
PIEL
€181

e Tied

80
L0€T
90€L
so0ed
voe1
€0ed
CTOEA
TOoEd
00€a
662

Lécd
962D

£6cd
[4514s
T6CY

68TL
88T

G821
8Ty

® T8TH

08Ty
6.Lca

9LTH

£9za

86€EL
L6€2
96€d
S6ex
veed
£6€b

68€S

1

498€e4d
v8€d

[4:1)

08EY

8.LeT

SLeS
bLeEN
E€LEA
TLET
TLEX

89€L

99€S
99ea

€9€S

b

89¢Y

99eY
SGeA

44

9EEA

09%¥
657V
129

¥SvS
€971
[4siA
1891
08%H
6971
8YHN

9%%H
Svva
¥vd

157428

6E€%D
@ 8Vl

9EHD

YEVH

CTERY
TE€YH
0ETA
6270

LTHA

etaz

£THY

6THL
8T¥%1T
L1%D
9T%D
SThd
¥T%D
€191

1198
0T%I
60%Y4
80%Y4
LO%Y
90%H

¥0v1

1091
00%d

L8SA

S89H

€891

T89L
083N

8LSGA
LLSd

§.8b
vL9Y
€.94
TLSI

899V
4950

5950

€9SN
29SS
199D
095N
6891

LG9Y
9GSGN
eleich )
%990
€890
CGSH

6794

9%91

PPl

19SS

6EGA

LESH
9€49d
S€9S
PESA
£€9a
CTESH
194
0gsa
6TSA

92Sd

¥ean

O

R LDWIDE
PROTEIN DATA BANK

W



20W0

wwPDB X-ray Structure Validation Summary Report

Page 10

TS9N

8%9Y
L%90

SHoA
PhoA
E€%9A
{4745

LEST

SE9L
7€9D

TEON
T€9S

6C9K
8294

291
vc9d
420
{44k

0291

L190a
9193

CTToA
TT9I

E€T.LY
TILY
TR

9691

£692
2693
1698
0691
6891

L89Y

S893

£89N
89K
1899

8.9d
LLOW
9.91
SLOV

€191
TLOA
TLON
0490
699)
8991
L99Y

%999
£99N

1998
099V

8499)
L9890
989V
9991

€990

SL.Y
YLLT

CTLLY

69.d

L9.d

® 99.S
e %9.3

0948
6GLL
8G.Y4
LSLD
9GLA
8.1
PSLI

TSLd
TS.d

67LA

LYLY
9%LD

i
1

EVLA

TH.LD

6€L3

LELT

YELT

CTELY
1.8
0ELS

PRAX-S
9TLI

1LY
0Z.L3

LTLT

STLL
PTLQ

8€8Y

£€81
TE8Y

0€8Y

8T8Y
LT8A

ST8A
g4k
£T8A
2T8A
1284
0Z8Y
678A

9184
S181
¥18%
€T8A
218D

0180

8084

708A

TO8A

864D

96.3

¥6.Ld
€6.d
TBLA
16.4
06.71
68.LS

8.0

S8LA
¥8.La
£8.Y4
T8LY

08.3

8LL4
LLLI
9LLS

6680

G684

£68Y
2681

0681

888L
1884

9881

£88D
2881

088K
6,84

L.8d

£980
298d

098H

898N

GG8A
¥98d

2481
1981

ov8Y

E€¥8H
[44:S

0v8Y

1,964

9964

761
£¥6A

6€64
8E6)

9E6A

8C0TH
LTO0T4

YTOTH

%1018
€10TA

11019
0TOTL
6007TS
8007
LOOTV
900TH

€00T0a
coota
TO0TA

L6671

G661
7661

T66W
1660

6861

986d
S869D

LL0Td

LEOTA

SEOTW

€E0TH
Ce0Td
T€0TY

611TY
8TTTH

9TTTY

DNA-directed RNA polymerase beta’ cha

€071a
20111
TOTTL

e Molecule 3

660TA
860Td

S60T1
v60TY
€60TD
26071

11

9%

o
0
a

18%

52%

20%

2%

Chain D

671

Svd

<
B
-

(444

6ed
8€N

9EL

YER

(433

® CIII

® TITM

601d

90Ty

7014

TOTH
00TV
66V

~
[
=]

G961
v6d
€61

169

0672 0521
[ | 6%Ck
L8TY 8v2d

98TA

S8TA
[pera |

€873

]

6LTA )

[ ] 9Tl
0%ca

_‘mn“'_ _——————
TL1d QETY
TLTT
0L1d
697X
89TL TeTA
L9713 0€ETH
99Tb 62Ty
S9N 82Ty
€9TR 9gtd

€eel
[44 4]
ey

LGTH

g9a1a

YaTL

912A

vicH

8v1a

0ETS

® 8TIX

O

R LDWIDE
PROTEIN DATA BANK

W



20W0

wwPDB X-ray Structure Validation Summary Report

Page 11

0LEV
69€V
89€EA

99y
S9ed

eV
EEVD

0Eva
62%S

LTHA

STHD

444
114748
@ 0cvA

STPA
YIvY

(434
TT9L
® O0T%S

80%3

Y0

20%d
107K
00%A
66€Y
86EY
LBEN
96EA

€6€I

06€d

98EH

¥8EA
£8€D

T8EY

LLEN

S.ed

cLed
TLET

005y
6671
86%A
L6%3
96%1
S67Y

€674
{45414

68%4

L8%Y

¥8%d

T8%NH
08%3

8.L%1
LL%T

SLPN
vLlva
€L%1

0L%1
69%a

£9%h
[454]
1991

6973

LS%D
9GP

vavy
€990
[4°329

6%%S
8vva

3

9%HA

I 4%7
5478

Y

8E¥a
LEVA

SEVA

felacts
Svsy
i4740S
€%9T

TPSN
0%91
6€30
8€SS
LESL
9ESY
S€94
YESY

190

6zsh

LTS
9TSd

¥Ta1
€280

129d
0291
6TGA
819d
LTSGA
918V

CTISH
TTIGH
0193

S0SS

€194

609D

L0971
9091
5090

€091

0091

8654

96GS

S69D

CT6SGL

069d

889D

L89Y
9894

p8an
€890
2891

0839V

8LGA

§.8h
vL9T
€LGNW
TLGY

0453

8994
L9SI
9981

voga

9893
9890
789)

089b
6,94
8.93
L1971
9L9NW

7.4

TLOV
TL9Y
0.L9A

899d

£993

TN
09934

L8991

9994
v99%
€894
24891

0891
679V
8Y9W
AL
9v9%
S%9d

1790

6€91
8E9

9e9h
S€9d

€E9A
TEOA
T€9I

8294
L29)

1428

67LA

3

jaZ0]

ThLd
ThLa
0vLd
6€L0
8ELY

0184
608d

7081

86.3

G6LA
6.0
€6LL
T6L1

0641
68.L1

L8L1
9841
G8LI
¥8.La
£8.4
T8LS

8LL1T
LLLd

SLLD
YLLS
ELLY
TLLd
TLLS
0LLT

L9LH

9.8
$9L1T

29Lb

09.4
6G.LY

99.0
S9LY

€4.LS
24.Ls
TGLT

6.84

L.8d

€181
.84

6981

998A

49981
%981

7980

898A

€98A

3

6%8Y

9¢8d
a8y
4451

TZ8A
0283

L1842
9T8H

€181
Z18Y

6€64

ST6A

L063
906b

£06a

0061

8684

S68A
v681
£684

0463

[470x]
%011

8E0TT
LEOTD

9E0TYH

E0T
€E0TY

TEOTN

9Z0TS
STOTh
%ZOTY
€TOTH
ZTOTA
120TA
02071

8T0TN

9107d
STOTX
ZT0TN

crota
11074

0ETTY

8CTTTA
LT1TH

TITh
€CTT4
(44239

0CTTA

8T1TI

9TTIN
STTTL

€TTTD
[ %]
TI11a
OTTTY

LOTTA
907TA
GOTTI
vo1TH
€0TTH
COTTL
TOTTA

L60TH

76071
€60TX
601D

F

88TTA
L811d
98TTA

€8TT1
2811d

6,113

LLTTY

SLTTI
@ ©.LIT1

CTLITH

89TTH

99711

O

R LDWIDE
PROTEIN DATA BANK

YoTTY
€9T1D

6GTTY

9GTTT

AIAxS

[Ahas
TST1H
0STTY
67111
8YTTA

9YT1D
SPITA

e ¥wPITl
€YT1D

8ETTV
LETTY

YETTT

CTETTT

[4443:S

® 9€Tli1

YeETTL
€ETTH
CeTTd
1eTTE
0€TTH
62211
82CTS

9TTTY
STTTY

€2TTI
[444 %)

0ZZ1Y
61214

LITTI
91CIS
STTIA
¥1C1d

(42441

012TS

® 00TIA

S
86TTX
L6TTYH
96TTL
S6TTD
¥6T1D

W



20W0

wwPDB X-ray Structure Validation Summary Report

Page 12

6TETA
8TETX
L1€70a
9TETH
STETA

EIETA
CIETT

0TETYH

80€TH

90€Td
SO0E€TT

E0ETA
C0ETH

00€TS

€6CTd

® T6TIA

16218
062711

18214

§982Td
¥8c1d
€82T1

18TTA

6.TTH

LLTTI
9,273

vLTTI
ELTTA

TLTTH

F

L92TYH
99ZTYH

£9CT4
ToTT1
19212
09CTI

8GTTH

96211

$IETH
€9€Th
TGETI

SEETT

E€EETH
CEETd
TEETA
0EETI

LTETY
9CETL
STETT
beeTd
€TETH

TTETY

PAZ AN

8EVTY
LEVTY

SEPTT

EEVIS

YTHIA
€THID
TTYIN
124491

STPTA

€IPTL

6071V
80%TI
LO%T1
90%T¥
S0%TH
YOPIN
momﬁq
00%TA
66€TQ
86ETH
LBETH

S6ETT
Y6ETA

18YTA
08%14

DNA-directed RNA polymerase beta’ cha

8L¥%1S
LLPTD
9LYTL
SLVTD
YLVIY
€L¥1d
CTLYTI
TLP1T
0L%TH
69%1D
89%11

69711

e Molecule 3

LSP10a

11

9%

17%

52%

21%

3%

Chain N

)
B4

ova
6€d
8%

9EL
SEY

€EN
CEI
TEL
ogd
6cd
8z
prac

3

€L
(445

614
811
LTA

S1d
1S

IIIIIIII‘D IIIIt“
=1 -
ha =

va

LTT1
9TTIA

+

@ <TTIlI

60Td
80TA

90T
SOTA

20TI
TOTH
00TV

66V

LBL
96Y
S61

€61

169

684
884

98Y

€8S
8%

08A
@ 6.3
8LA

©
~
3

€L0

Tl
04D

L9¥
990

3

1911

8GTA

SGT1a

1970
05TY

8¥1a
LYTA

SHTA

EYIN
(4291
1971

® 6€1d
8ETH

9€Ta
SETT

€N
0€TS
6274

6%Ck

9%2d

® 1%l
ovca
6€TH

LeTH

3

gecy
ceed
T€TA

622V
8Tey
221
9ged
See1
e %cad
@ €cTl

11444
ozecH
6123

91CA
S1CA
L4
(a4 ]

e T112A
0T2H

@ 60zTx

€0cy

L6TS

S6TA
¥61D
€61d

1611

cLed
TLET
0LEV

89€A

S9€d

SEVA
veEvY
EEWD
CTEWR
TEVA

62%S

LTHA
9THA

® wTvd
£2%a

® TTvl

0T%S

28€d

08€d

SLed

00s¥
6671

96%1
S67Y
v6vY
€674
4344
1694
067V

T°8vd
T8%NH

8L%1
LL%T
9L%3
SL9N

€L%1

T.Lvd

89%1

99%)
S9%1
991
€9%0
(430
1971

i
i

feleinc!
iasial

[4:329
18%a

6%%S
8vva

9FvA
SvHY
4%47
5374728
(444
Y
(074728

8E¥va
LEWA
9Eva

6469V
8GST

9GS)

£G5Y

0894

8%4I

L%91
fehacts

€991

TPSN
0%9T
6€3Q

LESL
9EGY

veESH
£€49D

T€SQ
0€GA

8TGA

SgeY
¥Ta1

0281
6TSA
814d
LT1GA

€161
CTTIGW
TIGM
0183
60Sd

S0SS
¥0sa

2084

R LDWIDE

O

PROTEIN DATA BANK

W



20W0

wwPDB X-ray Structure Validation Summary Report

Page 13

1190
0T9%
6099

7091
€091

664d
8694

£69N

T6GA
069d

689D

€89d

TLSY

0,93

8994

9981

€94d
298y

0890
6.L94
893

bLoY
€L9V
LIV

699N
899d
L99Y

$99)

2993
TO9KW
099
6993
84991
L8971
9694
4999d
»89%
€894

8E9N

9g9h
G€9d
7E9D
£E9N

8T9Y

€9LS
TSLS
T84T
0G.d
67.LA

60LH

904d
SOLY

£0LN

TOLT

6697
86931

L1782
@ 918H

vi8y
€181
218V

0184
608d
8081

86.LH

S6LA

€6.LL
T6LI
T6LR
06LK

L8L7T
98.LI
G8.LI

£8.4

08.LY
6LLY
8LL1
LLLd
9L.LH

TLLd
TLLS

69.L71

L9LH

G9.LS

[ 47}

09.¥

LSLY
9.0
SGLY

L.8d
9.8S

€181
L84
TL8Y%
048D

8984

G981
$98A

1980
0981

@ 8S8A

0%8y
6€8'1

9E8A

YESL

TE8D
0E8Y

9z8d
ST8Y

[44:3
TZ8A

618D
8184

SE6M
€671
£E6Y

1€61
0€61
6264

LT6L
9T6d
Szed

€269
TT61

02671
6764
816V

9161
ST6A

€164

606N
8063

906h
S06d

80074
LOOTA

TO00TH
T00TE
000TL

666L

966M
S661

2661
1660
0660

€L0TS

0L0TX
69072

L90TA

S90T1

€9073

T90Td
09018

LGOTA
9G0Td

i
3

€90T4d
TSOTL

8%0Td
LY0TH

€%0TD

TY0T1

6E£0TD
8E0TT

9E0TY

$EOTD
€E0TD
CEOTd
TEOTN

k

LgO0Td

€CO0TH
[440)7

02011
610Td
8T0TN
L1074

21072
T10T4

600TY

0%17I
6ETTA

LETTY

TETTS
0ETTY

8TTTA

jZz431)]

[4q %!

8T1TI

STTTL

€TT1D

80TTY
LOTTA
90TTA
S0TTI
v0113

CTOTTL
TOTTA
0071a
660TA
86071

6071
€60TA
2601D

0601a

880TL
L8074
98071

£€807a
80TV

F

8L0T¥

F

€0TTH

10210
@® 00TTA

86TTA

S6TTD

1611d
06118

88TTA
L8T1d
98TTA
S8T171H
#8110
€8TTI

sifin

6L112
8LITY
LLTTY
9LTTH
SLTTI
® VLTI
E€LTTT

TLITA
0L11Q

L9TTS

SOTTR

€9T1H

19113
® 09171
6STTY

F

SGTTA

E€GTTA

1811
0STIV
67111

PPITT

152504

L9CTH

F

SOTTV
bilary
€9CT4d
29TT1T

092TI
6STTA
8GTTYH

98211
S42TH

[4743:3

9€TTT

YETTL
€€TTH
CETTd

0ETTH

L2TT0

9TTTV
STTTV

[444%)]
11447
0ZTTV
61274

L1271
91218
STICTA
71C1d

01TTS

80TTa
LOTTR

0EETI
6CETY

STETT

€TETD
2TETD
TCETY
0zceTd

8TIETA
L1€1Q
9TETD
S1€1Q

EIETA

TIETT

60€TY

90€Td
S0€TT

€0ETA
coeTH
TOETH
00€TS

wmmﬁu
g6cTd
v6CTA
£€60T4
T6TTA
T6C1S
062711
68CTY
887TH

98CTL

v8cTa
€8CT1

T8TTA
08TTA

8.z1a
LLTTI

SLTTS

€LTTA

TLTTH

£6€T0

16€TH

L8ETS
98€1a
S8ETH

€8ETQ
T8ETL
T8ETA

6LETA
8LETX
LLETH

LETD
E€LETYH
CTLETA
TLETA

69€TH
89€TI

S9€Ta
Y9ETH
E€9€TT

i

TOETA

9GETR

PSETH

2SETI

+
L

8YETT
LYETA

SYETH

® <TSPII
1891V
0S%TV
L9911
9PvIA

L3

8EVTV
LEVTV

O

R LDWIDE
PROTEIN DATA BANK

SEVTT
YEVTIM

14 2%')

14447
12474 %)

114291

02711

9T¥TV

PI91d
€I7TL

L

S0%Ta

€071

e To¥1E

66€Ta
@® B86ETH
L6ETH

S6ETT

W



20W0

wwPDB X-ray Structure Validation Summary Report

Page 14

10813
00GTX

8671V
L6713
96713
S6%TI
w61V
£6%TY
T6VT1

68710

98%TA

Y8V TL

[45A1)
18V TA

RNA polymerase omega cha

8L¥%1S
LLPTD
9L%TL

e Molecule 4

YLVIV
E€L¥1d
TLYTI
TLPTT
0L%TH
69%1D
89%11
L9%TI

111

2%

o
©
B

11%

52%

29%

Chain E

® § 10
© © ©
=< =

98a
S84

[4:t:

8
L9%

Shy
va

6EA
8EL
LEN
9EN

E£EH

620
8zh
LTV

o)

6LT
SLd

(A
TLD

o 69T |
89T
193
994

111

RNA polymerase omega cha

e Molecule 4

5%

9%

47%

34%

4%
L

Chain O

o
o v
M oA

E9M
2oL
192

LSa

Gqqd
¥4l
€89
[4cty
19T

670

~
<+
£

SHY

£vE

0%1
6EA
8EL

9N
S€d

E€E€H

€1
0€1

82l

eta 4
741
E€TA

611
814

£19'8

710

T19
0tTd

) 61

La

o
)
=1

©
)
(5]

Sy
@Q
>3

RNA polymerase s

o
©
(5]

o o 0 o
© N N~ ©
| 5 [ =

~
©
(5]

e Molecule 5

+ 0
© ©
< =

factor rpoD

igma

18%

10%

48%

22%

2%

Chain F

TTT1

0ZTL

060

881
1838

G981

€8l
8y
184
08d

6.0

8TV
813
081D
6.12
8L7H

9.1
SLTH

ELTA

TLIA
OLTH
6973

L91d
9971

P91y
€971

1970
091a
6511

9GTA

»azh
TSI
8vTN
ovTy

sveh
jaza

(444,
1574

9€TS
S€Td

(4543

6CTR

j 1448
0221

812h

912H
fehid
141}
€121

0121
60cd

021
902H
S0TH

€0TL
[4UAS
ToTH
00Ty

8671

96TA

v611
€674

6812
88TI
1811

s8Th
¥81Y
€8TV

60€X
80€1

S0€d
Y0EA

COEN

00€d

862D

S62TH

@ 16TI
06za
68cd
88TA
L8TL

08zh

8.T1
L.20
9.cH
S.LTV

£.2H

T.21

692N
89T1

99zd
S9TA
¥92N

(4148
192d
0921

89CI

992

88D
98€A
g8ed
¥8eH

8L€D

i

$LED
£.83
zLe¥
1287
083
6981
89€A
L98H
99V
o a9ed

8G€T

O

R LDWIDE
PROTEIN DATA BANK

9GEeN
jefegoic)

cGed

08€1

3

9%EL

£vea
THEN

0%ES

8€€T
LEEH
9ged

€€EI
ceed
1€€d
0€€D

8ced
LTES

STEN

€zea
{4455

W



20W0

wwPDB X-ray Structure Validation Summary Report

Page 15

{44748

0Z%a

RNA polymerase sigma factor rpoD

L1%%

STHL

€1%S
cIva
TIvH
(023729
6074

LO%Y
90%d
G091

£0%%
covN

L6ET
96€Y
s6ed
v6eY

T6EN

06ed
68€4

e Molecule 5

2%

18%

10%

44%

26%

Chain P

Sy
©
=

S¢Td

€g1a
TTT1

0ZTL

81Td

STTH

T1TE

L0Td

v0TY
0TV
COT1

00TA

© © o
) @ O
| (=)

<
[
|

€61

o
[
a

o
R
=

s
©
=1

98H
S81

181
08d
6.0

S.I
25}

L8T1
98TH
G810

€8TV
8TV

6.13
8LTYH

9LTI
SLTH

E€LTR
cLTd
TLTH
0LTH

89T
L91d
9911

PoTY
€911
29TH

091a
6STI
8GTd

9GTA
SGTL

TeTa
1871

9Y1H

j4429

(441}
TPTA
0vTYH
6ETY
8€TS
LETD
9€T1
SETI

EETV
TETH

0ETA
6213

9T11

LSTL
96Ty

j1:ta
oscy

LTI
55748

{444

6€CY
8ETA

YETH

il

ozeH
efaq4c

[444't
1221
0zz1
6129
81eh
L12N

a1zd
wich
€721
2121

0121
60C4

021
902D
S0cH

CTOTA

00y
66TV

96TA

7671
€6TH
T6TT
T6TN
06TV

g€cea
cTed
154°33
0zed

81€d

STEA

L
i

60€N

LOEL

S0€d

£0€Y

ToEY
0oea
66CH

L62d

S6TH

£6cd

1621

68cd
88Tk
L8TL

78cH

T8C1

082l

8.2

9.cH

vlel
€lcH
(X4
1271
(PkaS
69z

99cH
S9TA

1

192d
0921

L6EI
964

L8€D

v8€d

8LED

8GET
%3€T
0SET
8%ES
L7ED
9VEL

£%€d
THEN

0%ES

veed
€EEI

62X

Szer

TOvE

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16 wwPDB X-ray Structure Validation Summary Report 2CW0
4 Data and refinement statistics (i)
Property Value Source
Space group P 32 Depositor
Cell constants 236.15A 236.15A 249.88A .
Depositor
a, b, c,a, B,y 90.00° 90.00°  120.00°
. 30.00 - 3.30 Depositor
Resolution (4) 20.87 — 3.30 EDS
% Data completeness 84.1 (30.00-3.30) Depositor
(in resolution range) 47.2 (29.87-3.30) EDS
Rinerge 0.14 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.10 (at 3.31A) Xtriage
Refinement program CNS Depositor
R R 0.282 0.320 Depositor
» hfree 0.286 , (Not available) DCC
Rree test set No test flags present. wwPDB-VP
Wilson B-factor (A?) 97.4 Xtriage
Anisotropy 0.295 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.25 ,-23.0 EDS
L-test for twinning” <|L| > =044, < L? > =0.26 Xtriage
0.499 for -h,-k,1
Estimated twinning fraction 0.499 for h,-h-k,-1 Xtriage
0.064 for -k,-h,-1
F,,F. correlation 0.90 EDS
Total number of atoms 53962 wwPDB-VP
Average B, all atoms (A?) 73.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 6.25% of the height of the origin peak. No significant pseudotranslation is detected.

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)

Bond lengths and bond angles in the following residue types are not validated in this section: ZN,
MG

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 #1% >5
1 A 0.46 0/1838 0.75 0/2498
1 B 0.36 0/1838 0.64 0/2498
1 K 0.46 0/1838 0.75 0/2498
1 L 0.39 0/1838 0.68 0/2498
2 C 0.45 0/8997 0.79 8/12164 (0.1%)
2 M 0.46 0/8997 0.79 8/12164 (0.1%)
3 D 0.48 | 0/11165 | 0.83 | 16/15088 (0.1%)
3 N 0.46 | 0/11165 | 0.81 | 15/15088 (0.1%)
4 E 0.42 0/783 0.80 3/1054 (0.3%)
4 O 0.42 0/783 0.80 1/1054 (0.1%)
5 F 0.40 0/2836 0.73 0/3812
5 P 0.41 0/2836 0.72 0/3812
All All 0.45 | 0/54914 | 0.78 | 51/74228 (0.1%)

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
3 D 0 1
3 N 0 3
5 F 0 1

All All 0 5

There are no bond length outliers.

The worst 5 of 51 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
3 D 1209 | LEU | N-CA-C | -10.12 83.67 111.00

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

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
2 M 728 HIS | N-CA-C | 7.66 131.69 111.00
2 C 728 HIS | N-CA-C | 7.62 131.58 111.00
3 N 1209 | LEU | N-CA-C | -7.26 91.39 111.00
2 M 319 | GLY | N-CA-C | -7.22 95.05 113.10

There are no chirality outliers.

All (5) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
3 D 132 | TYR | Sidechain
5 F &4 TYR | Sidechain
3 N 1015 | TYR | Sidechain
3 N 1318 | TYR | Sidechain
3 N 132 | TYR | Sidechain

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 1806 0 1861 249 0
1 B 1806 0 1861 193 0
1 K 1806 0 1861 190 0
1 L 1806 0 1861 208 0
2 C 8829 0 8933 1143 0
2 M 8829 0 8933 1183 0
3 D 10975 0 11211 1725 0
3 N 10975 0 11210 1681 0
4 E 769 0 775 94 0
4 O 769 0 775 83 0
d F 2793 0 2873 301 0
3 P 2793 0 2873 364 0
6 D 2 0 0 0 0
6 N 2 0 0 0 0
7 D 1 0 0 0 0
7 N 1 0 0 0 0

All All 93962 0 25027 6832 0
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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 63.

The worst 5 of 6832 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)
3:D:1101:VAL:HG21 | 3:D:1424:VAL:HG22 1.21 1.20
2:C:1016:ILE:H 2:C:1016:ILE:HD13 1.06 1.16
3:D:907:GLU:HG2 3:D:1027:GLY:H 1.02 1.16
3:D:136:ASP:HB3 3:D:137:PRO:HD3 1.22 1.15
3:D:145:VAL:HG22 3:D:146:PRO:HD2 1.27 1.15

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 | 227315 (12%) | 167 (TA%) | 39 (1T%) | 21 (9%) |
1 B 227/315 (72%) 177 (78%) | 37 (16%) 13 (6%)
1 K 227/315 (72%) 161 (711%) | 39 (17%) | 27 (12%)
1 L 227/315 (72%) 166 (73%) | 44 (19%) 17 (8%)
2 C | 1117/1119 (100%) | 781 (70%) | 226 (20%) | 110 (10%)
2 M | 1117/1119 (100%) | 769 (69%) | 215 (19%) | 133 (12%)
3 D 1388/1524 (91%) | 941 (68%) | 293 (21%) | 154 (11%)
3 N 1388/1524 (91%) | 907 (65%) | 332 (24%) | 149 (11%)
4 E 93/99 (94%) 67 (72%) 17 (18%) 9 (10%)
4 O 93/99 (94%) 59 (63%) 20 (22%) 14 (15%)
5 F 341/423 (81%) 241 (711%) | 67 (20%) | 33 (10%)
5 P 341/423 (81%) 249 (73%) | 57 (17%) | 35 (10%)

All All 6786,/7590 (89%) | 4685 (69%) | 1386 (20%) | 715 (10%)

WO RLDWIDE

PROTEIN DATA BANK
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5 of 715 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 47 SER
1 B 3 ASP
1 B 118 ALA
1 B 160 ASP
2 C 7 GLY

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 202/273 (74%) 177 (88%) | 25 (12%)
1 B 202/273 (74%) 172 (85%) | 30 (15%)
1 K 202/273 (74%) 173 (86%) | 29 (14%)
1 L 202/273 (74%) 182 (90%) | 20 (10%)
2 C 941/941 (100%) | 808 (86%) | 133 (14%)
2 M 941/941 (100%) | 805 (86%) | 136 (14%)
3 D 1170/1279 (92%) | 970 (83%) | 200 (17%)
3 N 1170/1279 (92%) | 980 (84%) | 190 (16%)
4 E 83/87 (95%) 72 (87%) 11 (13%)
4 O 83/87 (95%) 70 (84%) 13 (16%)
5 F 300/370 (81%) 264 (88%) | 36 (12%)
5 P 300/370 (81%) 269 (90%) | 31 (10%)

All All 5796/6446 (90%) | 4942 (85%) | 854 (15%)

5 of 854 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
3 D 1462 LEU
1 L 156 HIS
3 N 1326 | THR
4 E 66 LYS

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
5 F 416 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 168 such
sidechains are listed below:

Mol | Chain | Res | Type
3 D 1442 ASN
1 L 38 ASN
3 N 1441 GLN
3 D 1489 GLN
1 K 95 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 carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 6 ligands modelled in this entry, 6 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.
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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 | 229/315 (72%) 013 | 1(0%) Jo2l[93] | 41,64, 87,113 | 0
1 B 229/315 (72%) 0.09 16 (6%) | 16| 16| | 47, 121, 143, 143 | 0
1 K 229/315 (72%) -0.06 3(1%) 77 T7 28, 63, 88, 111 0
1 L 229/315 (72%) -0.03 7(3%) 49 48 41,79, 99, 117 0
2 C | 1119/1119 100%) | 007 | 25 (2%) 62 60 | 12,67,133,143 | 0
2 M 1119/1119 (100%) -0.06 31 (2%) 53 51 6, 71, 122, 133 0
3 D | 1392/1524 (91%) | -0.00 | 37 (2%) 54 52 | 7,60, 125, 143 0
3 N | 1392/1524 (91%) 0.05 53 (3%) 40 37 | 5,65, 134, 143 0
4 E 95/99 (95%) -0.03 2 (2%) 63 62 | 54, 84,100,106 | 0
4 0 95/99 (95%) 0.04 4(4%) 36 34 | 46,86,117,121 | 0
5 F 345/423 (81%) -0.06 9 (2%) 56 53 | 48,81,113,121 | 0
5 P 345/423 (81%) 20.08 8 (2%) 60 59 | 47,73,110,123 | 0
All All 6818/7590 (89%) -0.02 196 (2%) 51 50 5, 70, 129, 143 0

The worst 5 of 196 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
3 D 1247 | ALA 14.8
3 D 1246 | VAL 9.4
2 C 211 | LEU 8.7
3 N 1246 | VAL 8.3
1 B 1 MET 7.4

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

There are no non-standard protein/DNA /RNA residues in this entry.
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6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (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. 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.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
6 ZN D 1525 1/1 0.85 0.29 | 107,107,107,107 0
6 ZN N 1526 1/1 0.89 0.28 72,72,72,72 0
6 ZN N 1525 1/1 0.92 0.32 | 108,108,108,108 0
7 MG D 1527 1/1 0.94 0.09 19,19,19,19 0
7 MG N 1527 1/1 0.96 0.17 29,29,29,29 0
6 ZN D 1526 1/1 0.99 0.26 78,78,78,78 0
6.5 Other polymers (i)
There are no such residues in this entry.
$roe
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