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PDB ID
Title
Authors

Deposited on
Resolution

Feb 1, 2016 — 10:39 PM GMT

4YFK

Escherichia coli RNA polymerase in complex with squaramide compound 8.
Molodtsov, V.; Fleming, P.R.; Eyermann, C.J.; Ferguson, A.D.; Foulk, M.A_;
McKinney, D.C.; Masse, C.E.; Buurman, E.T.; Murakami, K.S.

2015-02-25

3.57 A(reported)

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



http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp#references
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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 3.57 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

Riree NN 0 M 0.279

Clashscore -l 29
Ramachandran outliers I 0 .1%
Sidechain outliers W 9.6%
RSRZ outliers NN I 1.6%
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))
Rfree 91344 1261 (3.76—3.40)
Clashscore 102246 1026 (3.72-3.44)
Ramachandran outliers 100387 1028 (3.74-3.42)
Sidechain outliers 100360 1028 (3.74-3.42)
RSRZ outliers 91569 1268 (3.76—3.40)

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
1 A 329 37% 45% 14%
O/O
1 B 329 i 30% 33% . 34%
1 G 329 33% 30% 6% 31%
1 H 329 28% 34% . 34%
%
2 C 1342 . 48% 46% 6%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3%
2 I 1342 - 49% 45% 5% -
3 D 1407 37% 40% 6% 17%
°/O
3 J 1407 39% 37% 5% « 18%
4 E 91 60% 35% N
%
4 K 91 40% 43% 13%
%
5 F 613 38% 33% 5% 24%
20/0
5 L 613 = 33% 39% 5% 23%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:

Mol

Type

Chain

Res

Chirality

Geometry

Clashes

Electron density

8

4C6

D

2004 -

X
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2  Entry composition (i)

There are 8 unique types of molecules in this entry. The entry contains 55782 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 subunit alpha.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 319 225361 15057 41?\}9 4%)6 2 0 0 0
1 B 217 Tgt;%l 1(517 21§5 3(2)9 2 0 0 0
1 G 221 T?ga; 10C93 31111 3(25 2 0 0 0
1 H 216 ngl 1()C38 21§2 3(2)6 g 0 0 0
e Molecule 2 is a protein called DNA-directed RNA polymerase subunit beta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 ¢ 1340 5)0;% 66C31 1&2\111 20055 483 0 0 0
2 ! 1340 5)0;2613 66C29 1;%\4110 20054 483 0 0 0
e Molecule 3 is a protein called DNA-directed RNA polymerase subunit beta’.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 D 1163 ggt;él 56(;0 161\;0 1(%4 486 0 0 0
3 J 1152 ggg%l 56054 1(13\(1)8 1(%2 486 0 0 0
e Molecule 4 is a protein called DNA-directed RNA polymerase subunit omega.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 k 89 TGOQt fl 4(231 1219 1(20 ? 0 0 0
4 K [ TGOQt? 1 322 11118 1(2)6 ? 0 0 0
$roe


http://wwpdb.org/validation/2016/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 168 3813 2389 678 723 23 0 0 0
Total C N O S
g L 469 3821 2393 679 726 23 0 0 0

e Molecule 6 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

6 J 1 Total Mg 0 0

1 1

Total Mg

6 I 1 1 1 0 0
6 D 1 Total Mg 0 0

1 1
6 C 1 Toltal hﬁg 0 0

e Molecule 7 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
7 J 2 5 5 0 0
Total Zn
7 D 2 5 5 0 0

e Molecule 8 is 3,5-dimethyl-N-{2-[4-(4-methylbenzyl)piperidin-1-yl]-3,4-dioxocyclobut-1-en-1
-yl}-1,2-oxazole-4-sulfonamide (three-letter code: 4C6) (formula: CyoHosN305S).
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4C6

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O S
8 D 1 31 22 3 5 1 0 0
Total C N O S
8 J 1 31 22 3 5 1 0 0
grPDE
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14%

45%

wwPDB X-ray Structure Validation Summary Report

37%

20/ il

Chain A: =

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-directed RNA polymerase subunit alpha

3 Residue-property plots (i)
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DNA-directed RNA polymerase subunit alpha

e Molecule 1

31%

6%

30%

33%

Chain G

:
-
fas

695

-
]

191
093

8Gd
LSL
9GA

[4:L
TSH

6%S
8%1
LT

ShY
b4t

0%
6€T
8EL

9€D
S€d

£€Y

1€1
0€d

LTL

iZ41

6TA
8Th

S1d

o ™
- -
1 pE|

84

°otd
1918

LSTL
9ST1S
96TV
¥91d
€GTA
CTSTA

0STYH

L%

4429

(474911

6ETS
8ETV

SETA
YETL

CETH

447

12TA
ozta

9TTL
STTI

OTTA

LOTI

HOTH

*

20T

0071

€60
T6A

281
18I

LLa

sLb

TETA
Tecd

62cH
82T'1

elq4cs

4449}

cTTL

-

TIeI

eloacs
SOTW

G8TA
781V

08TA
6.1d

LLTR

SLTY

ELTA

TLIT
0L7Y

DNA-directed RNA polymerase subunit alpha

e Molecule 1

34%

34%

28%

20/0
n

Chain H

*

SETa

CETH

0ETI
62TA
8TTH

STTA

[4q %
1CTA
0zZ1d

811d

9TTL
STTI

OTTA
60Td
80TH

CoT1
T0TL
0071

86A

S6)

8LI

€LD

S1Td

80cN

90cH

€0TI
cocA
1021
00TH

86T1

0TI

T€Td

6ccH
82T

[4449}

2TTL

ozey
612H
81cH
L1281
91Ty

DNA-directed RNA polymerase subunit beta

e Molecule 2

6%

46%

48%

%
B

Chain C

0LX
690

L93

S9N
9D

(429
198
090
661

9GA

4

1314

8%D

9%0

vvE

Tha
%0
ova
6€1
8ed

CET

0€1

821
42T
9TX

2T1
TCA

8TH

SETL

EETN
ceTa

6211

9TTd

YTIW

CTTA

0ZTh

90T1d
SOTA
¥0TI

10Td
0071

STTA

TIcH
0121
60CI

902y

[4u4s

8611

8.1d

9LTI

R LDWIDE

O

PROTEIN DATA BANK

W



AYFK

wwPDB X-ray Structure Validation Summary Report

Page 9

£0€a
CTOEI
TOEX

6624

L6TA

T6T1

06za

iH

08ca

8.cH

S.2H

€LCH

TL2Y
0LTL

89cH
£9CA
[4:1A9
T92A

feleracs

b
i

@ 0STlL

921

£¥cd

® 11

6ETH

9€TH

6221

etad
j£44S

1221
0221
612h
812d

8LEY
LLEL

TLEd

OLEW

89€Y
LOER

S9€d

€9€1
CTOEY

09€1
6G€Y

LGEN
9GEL
SGed

€GEA

6v€d

LYEL
9YER
S¥ed
YPeED

+

Tvea

vees
@ EEEeI
°

0EEH

L2ED

S2eT
veen
ETEY
TTel
121

+

61€T
81€S
@ Llig1

STEN
7ieN

T1€0
0T€I
60€T

i

L8%'1
98%L
G8%d

£8%a
28%D

6.%1
8.L%Y

9LPA

TLYA
0L%Y

8991

99%A
S9vH

29PN

65T

LS%D

99%S
2siS
€9%I
[4si4°s
TS%Y

SPYI

TEVH

6CYH
8T¥A

GTYI
veva
£Cva

144

(4745

80%S

40728

S6ER

8¢€1

[4ioks

08ey

6951
898N

995D
G983
$94d

099d
6890
8GGA
LG9Y

TSGH
0§SA
6%39a

99D

ks
obsy
6ESL

vESD
€E9T

0€SI
6294
829y
LT8A

et4=h A
j44°h)

TTss
28T
0Tsd
6TSN
8TSN
L1680

€180

018b

9084

8671
L6%d

767N

T6TH

68%d
88%IH

3

9€90

YEIN

2E€9a

0E€9A
6294
8COH

9T9d
STod
vToa

ZTON

619V

L19Y
9191

£69)

T6GL
069d

L8971
9894

T8SN

G491

TLSI
TLST

LTLA
9TLR

YTLA
ETLA

TTLD
0T .Y

8TLY

€TLD

80LA

90.3

POLK
€04D

9690

7694
€691

889h
1894

S89KH

3

6.9V
8L9Y

.90

E€L9H
TL9E
TLOT
0L94

i

9998

€991

96.L1T

¥6LT
£6.3
T6LD

06.a
68.LL

S8.La

£€8.L1

8L.L3

€LLT

€9LL
TLN
19.L0

6GLS

SGLY

€9LT

TELI

0ELS

8T.La

168D
0684

888L
188A
98834
§889H
7881
€881
2881

6.8D
718D
TL8A
048I
698D
L9834
9980
9981

2981
198V

848D
L88A

%481

{45234

0681

8784

0%8S
6€8A
8€8D
LE8Y

CEBH

628L
8784
Lz
928d

74:1)

6785

L1871

T8N

£86D
786V
0867
6.L6'1
9.L64
GL6I
.64

TL6d
TLET

L1961

€963

0961

€961

TG6N
0564
6%62

9%61

YP6U

Tv6a

TE6A
0€6a

441
T26d
0T6A
6764

L16S
9168

€161
016V
9064
€064
2061
T06T
006

8682

9681
G681

orm«:
S90TH
7901a
2907d
19070

wmmﬂﬂ
TS0TA
TSOTH
0G0TA
6%0TI
8%0TY

9%0TA

¥%01d
m«mﬂd
8€0TD
LEOTL
9€0TI
SEOTH

€E0TYH
CTEOTH
TEOTY

1
820TY
1
12011
1
L1070
1
1071
1
0T0TD
1
LOOTY
90072
1
@® €00TL
@® <T00TT

1
8661
L66M

1
664
£66d

T66%

686'1
8863
1863

G86d

L

LETTH

SETTD

L
B

TETTH
8TITI
STT1D
¥CI1l
€CT1D

011V
6TTTH

LTTTT
9TTTH

€TT11
CIITI
TTTTD
OTT1D

LOTTH
90TTY

v011d

TOTT1
0071d
660TN

960TI

¥60TA

T601D
060TN

9807d
S80TH

£8073

080TN

8L0TY

9L0TI

i

CTLOTN

TICTY
012TI
60ZTh

L0TTS

%0211
€021a
20TTd

66711

L6113
96TTY
96171
v611d

[4491)

98CTL

v8TTY
£€8TTY
28TTH

6,273

9.LTTH

3

89ZTh
L9219

S99z 14
»9TT0

092TD
6GCT1

LSTTH
9STTh

$92TA

{4145

062TS
6%CTD

L%TTS
ovTTY

EVTTN

0¥TTa

cveTa

E€EETT

ﬁmmﬂz
LTETT
wmmﬁq
TTETS
1CeTE
0ZE€Td
6IETH

L1€Td
IETY
EIETH
CIETN
ﬂﬂmﬂu
80€TI
LOETN

E0ETH

T0ETY
00€TH

L621d
9621d

76CTA
€6CTA
CT6CTL
16211
06CTH

e Molecule 2

8821l

DNA-directed RNA polymerase subunit beta

5% o

45%

49%

3%
[

Chain I

084

ELA

TLA

qon
%90

(428
198

6GI
8Gd
PAE

0ga
691

PAZS
9%h
€¥%d

va

8€d
LEA

ged

CET

0€I

8CT

9Tk

12A

3

91D
S1d
¥1a

[4x
I
0Ty

831

Sk

€L

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



AYFK

wwPDB X-ray Structure Validation Summary Report

Page 10

6ETH
8ech
LeTT
9ETH

[4343

0g€cd

8TTA
Lz

1221
0zzI
672D

€121

13148
0121
6021
80TI
L0TL
90cVY

€0ey
cocH

6610

L6114
96TA

7611

8814
1813

g981a
¥811

TSeT

oveR
shed
vved
€¥eH
Zhea

8EEL
LEEA

SEEL
cTEEY
TEEN
OEEH

LzTED

vTeN

@ 2Tcgel
TTET

61€71

STEN
PIEN

01€I

90€L

T6TI

0622

G8T1
7821

Z8TA

Ll

€LTH
Tlcd

6921
89cH

08TL

9%21
ShTH

€¥ed
(4448
et

8TvA

SThI
weva
£Tva
°THA
12%S

6T¥%I

9T%H

60%1

S0%d

TovY
T0%D

86€S
L6€T

S6ER

06€d
68€4
88€1
L8EN

S8€4
¥8€1
£8€S

18€Y

6.L€3

LLEL

0LEW

+

89€Y

99€1
fefeloic)
w9eA
£9€1
CTOEY
19€8

89ed
LGEN
9GEL

bsea

9084

€09Y
C0SA

66%S
86%I
L6%d
96%4

Y6YN

68%d
88%NW
L8%1
98%L

£8%a
8%H

6.%1
8L%Y4

L%
SLYA

£L%Y4

TLYA
0L%Y4
69%A
89%1

99%A
S9%4

covN

LS%D

44}

1894

8%¥%1

£7¥a

SEVI

1255728

6Z%W

TGSH
08GA

0%y

+

8E9T

S€9d

0€SI
6294
879y
Lzaey
9TSH

€eged
[44:13

0248d
6TSN

L7150

€15h
T18s
1181

2998
T99A
0997
6590
8690
LS9L

G594
%39
£99H
[4:1:)3
1590
0894
6790

PAZLS
9%98
G994

LEQYH
9€9D
GEOL
beN
€€91
TE9Q

6294
€291
619V
819h
L19Y
9191
1213

T198
0793

$ 10 © N ©
© 0o oo
© © © © ©
R 7

2093
T09a
0091

L6SD
9650
S6SL

€683

06Sd

ToLH
0vLE
6€L0
8ELH

9ELA

@ PeELl

CTELIL

6TLY
8TLa

9TLR

00LA

869d

*

969a

689V
8890
1894
9890
G899

289)

8.94

9,9V

E€LOH

TLOT
0494

L9971

S99V

LT8Y
4l
0Z8d

618S
8T8A

S18S

2184
TI8N

T6L1

w8LY
€8.L71

SLLE

E€LLT

TLLA

69.d

Ll

6G.LS

SG.LY

TSLK

OvLY
ShLE

e€bLd

L16S
916S

vI6)
E€T6A

016V

8063

€064

8684

968L
9681

0684

888L
L88A
988Y
988D
788

2881

TL8A
0481
698D

1,984

2981

LG8A
998N

981

[4::3
T98L
0881
6%84
8¥8d
S%81
6E8A
9€8T

CTEBH

0€8L

8T84d

9664

9.L64
SL6I
v.L6¥

TL64
TLET

8963

9961

%961
€963

6560
286
6762
Ly63
SP6V

vP6d
£%6)

Tv6%

$E64
£E6A
ze6h
TE6A
0€6a

441
T26d

0Z6A
6164

9L0TI

€L0TH

990TH
S90TH

2901d

Y8011
6%0TI

9%0TA

¥%01d
€Y0TV

8€0Th
LEOTL
9€0TI
SEOTH

€E0TY
0€0Ta

LT0TH

€C0TH
TTOTH
T20T1

8T0TA
® LTOTD
91072
STOTY

€T07h
z1018

[
o
=
o
-
=1

@® 00071

® 86671
L66M

[4291S
Y111

6ETTY

LETTH

SETTH

CTETTT
TETTH

6CTIN
wmmﬂH
911D
PCITI

TTIIA
114331

6TTTH

LTT11
9TTTH

€111
TITTI
TTTTD

60TTI
80TIN

90T 7Y

€0TTA

TOT11
0071d
660TN
860711

96071

¥60TA

601D

L80TX

9801d
S80TH

080TN

8L0TY

S0TTd
Y0TT1
€0TTa
20TTH

00TTY
66711

L6172
96TTA

v61Td
€6TTY
°61TH
T6TTH
06TTY
68TTD
88T1Td
L8114

S8TTd
P81TL

|

Z81TI
T81Td
08TTH
6.TTD
8LTTA
LLTTH
9LTTT

vL113

-

TLIT]
TLITH

69TTA

9911d

Y9114
€9TTL

19111
0971d

8911
LSTTD

va11a
€GTTY

TSTTT
0S77Ta
6%1TX

€vITH

T8CTR
08TTY
6.2TH

9LTTM

bLTTH

[4145')

092TH
6GTTT

LSTTO
9STTh
GSTTL
YGTTA

8%TTL
L%TTS
o%CTY

EYCTN

QETTT
PETTA

TETTR

6CTTA
82TTH
LTTTA

STTTA

€ceTy
[444 xS
TCTTd

612Td

L1TTL
9TCTY
STTID

(434 %]
TICTY
012TI

F

cveTa
1€1a
oveTa

EEETT

L6T1d

S6CTS

€6CTA
CT6TTL
16211

68CTa
88CTl

S8CTTR
¥8TTY

28TTH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



AYFK

wwPDB X-ray Structure Validation Summary Report

Page 11

DNA-directed RNA polymerase subunit beta’

e Molecule 3

17%

6%

40%

37%

Chain D

o
Qo
A

991

€90
94
191
09y

88D
PAES
981

et
[4:t

08y

8L
ALY

T
£TY

|14}

6TV
81ad
L1d

STd

€11

EETYH

T€Td

8TT1T

9TT1

weTI
€TTY
TTIs
1CTd
0ZT1

STTH
PITL
E€ITH
CITV

80TV

90713

YOTH
€0TD
COTW
10TY

664

9631

+

6l

(2]
2}
=

162

88D

983

%81

184

LLY

SLk

TLD

0LD

89L&

£1¢H

TrcE
01ZS

L0TH

G021
voca
€0ca
[4u4s
1021

8610
1673
96Th

€610
T6TH
T61S
06Ty
6811
8811

08TH

8L1V

9L14

69711

S9TA
%910

2912
TOTL

6811
8STh
LSTD
997y
feleyad
%4911

8¥%13
LP1I

[44%S
T4
(429

LETYH
9€TH

vera

0L2H

8921

99N

£9¢S
[4IAN
T9CY

L¥ed
9%cd

444
£¥cd

THTA

etdacs

[ X445

11448

8TTL

91Ty
STTH
414

THEN
0vED

TEET

1

LTET

i

€ced
[443s

0ZEN

81€D
LIEL
9T€1

AL S

1Y
TIEY
0T€D
60EN

LOET
90€1

Y0€Q
E€0EA
COEY

86CTH
LécH
96T
S62d

T6TA
T6CI

2821

TePYe
0EVH

LT%d

qThye

13478

81%d
LT%Y

STPA
fasct
£T%a
(4574

0T%a

80%A
LO%A

S0%a

£0%Y

86€1

S6EN
¥6€1

CB6EL

L8€T

S98e1
¥8eN

28R

8LEN

9.1
SLed

ELEV
CTLEW

89€T
98D

Ll

69€d
8G€D

0791

LOSA

S0Sa

209d
TOSA
0081

86%d
L6%3

i

S6%N

1691

687N

asiill

°8vY
8%Y

8.Ly1
LL90

YLV
ELVL

T.Lvd

69%H

LOWY
99%NW

T8SI
6.9T
9,94

E€LSL

T.Sd

6991
89GS

[42ikcs

098N
6499V
8499a
LGSY
9693
eicled §

799y
0G6SA
6794
8%GA

4214
1574°%

6€GS

LESK

SESY
beaqd

629D

L2481
9TGA

€294

114°5S

6TSN
8TSA

9190
9194
P81

0993

84693

8€9S

SE9S

E€E9V
TEQV

0E9Y

829)
LToL

€290

6191

9194

889d

PPy

ToLY
0%L1
6£Lh
8E€.LY
LELT

€ELS

TELM

Lgla

€TLK
TTLI

6T.Ld
8TLS

9TLD
STLY

-

TTLD

60.4

90.LA
S0LL

[}

1

LBON

G694
7695

2694

069N
689V

2

LL93

PLoL

9991
€993

TE8Y
TEBA

88D
98I
GT8A
beed
€281
0z8I
L18H
218a
T18d
0181

L0871

208da

€6.LS

06.LL

88.L7T
L8LY

LLLH
9LLL
SLLS

1

99,3

TIOLN

6G.LI
8G.d

PSLI
€945

TS8La
0§.d
6%.LY

9%L1

206a

+

L68H

S680
v68A
£68D

988A
G88A
¥88S
£88Y4
288A

LL8A

.84

TL81
TL81T
0.48a
6980

L98b
9984

981

TO8N

6G8d

9980
a8y
€98L

T68d

8%8A

0%81
6E8A

9€8Y
G€8T
vesd
£€8d

® 0€67T

TSTIA

671TY
8YTTY

0YTTY

8ETTT

9ETTH
SETTL

O

R LDWIDE
PROTEIN DATA BANK

W



AYFK

wwPDB X-ray Structure Validation Summary Report

Page 12

0ZTTI

9TTTV
S1eTE

z1eia

902TH
el s
Y0TTA
€0TTY
coeTa

66114

LBTIN

3

€6TTM
TETTA
T611d

68TTH

L8113
98TTX
S811d

€8T1S
28TIH
8110d
08TTA
6.11d
8LTTL

9LTTA
SLTT1
vLTTH
€LTTY

TLTTD

89114
LOTTH

S9T14

29111

09118
6GTTI
8S1TH

99111
SSTTI

€G11d

662TD
86TTA

L

Y621V

26211
68TTN
98TTA

S98TTA
v8TTY

T8TTA
18214

TLTTS

0.21D

+

19211
09CTH

LGTTA

494aeTTA

[4143:)
TSTTH
0§21a

8¥CTI
PAZAS S

€921
[4 248"
157499
8€TTh
LETTA
9€z 18

YETTA
€€TTI

0ETTL

LTTTH
9TTTA

€211

L

€LETY
TLETH

0LETH
69€TH

TYETA
TYETH

8EETY
LEETA
9EETY

vEETH

CTEETT

6CETL
8CTETL
Leerd

0CETI
61ETd
81ETS
L1€T3
CIETY

60€TI

LOETT

voeTY

TOETL

DNA-directed RNA polymerase subunit beta’

e Molecule 3

18%

5%

37%

39%

693

©
10
]

£ay

09x
674
8L
LYY

o
™ m
H o

3

6T

Led
9TS

+

w1

TTH

6TV
81a
L14
914

]
8ETA
LETYH

veTa
EETYH

1€1d

8TT1

9211

¥C1I
£€eTd
TTls
121d
0TT1

8TTH

9TT4d
PITI
9073
€01D

COTH
10178

LBA

760
€61

06A
68D
880

984
980

€8A

T84
08H

8.1
LLY
L)
SLK

€LD

TLT
04D

£€2T1

STeH
j414)
€12y

012S

902N
4021

[4u4s
T0CT

L6732

891V

910

913
T9TL
0971

8GTh
281D
9914
fefe) o

*

LPTI

SPTIA

[44%S
P14

0.L2H

29zl

veed
€ETH
TETN

ocey

v8ey
£8€D
Z8ER

08ed
6.ed

sLed
bLel

0LeN
69€d

L9€D
99€0

Y9€H

TOET

69ed
8G€D

+

€GeS

9EED

+

veey

TEET
OEEN

LTET

STeA

[44Xs

0ZEN

LIEL

v1ed

Z1ed

L0€T
90€1

79%a

29%a
657V
[4si

TS%d
0S7H

8%¥h

fei472')
a4l

(474749
P91
(04778

9EVY

CTEP'T
TEYY
O0EVH
621
8THL
LThd

STHY

474}
(4474}

0Z%d
61%H
8T¥2
LT%Y

STPA
v1vE
€T%a
(4574

60%H

S8¢eT1

fepoiet |

L1980
918d
G194
¥18L

[45°7%
1161

90SA
§0sa
»ost
€085

0081

86%d
L6%3

+

S6%N

1691

68N

L8%L

S8YI
il

4254
1874

6.7
8.%1
LL9D
9.9V

wLY1
ELVL

TLvd

89%A

99%IW

919d
STO%
7191

2191
T19I
0T9¥
6091

S091
Y09NH
£09)

T09I
009V

86934

9691

T6SA
T6SI

884d
1891
989D

089M

6.9
8.S1

6991

898d
L88Y
9984

kS

T99Y

679X

0%SD
6€SS

LESK
9€81

[}

00LN

LBOW

G691
769S
€691

169d

689V

49891

€891
T89A
T894
089N

991

3

0993

8693

4891
€691

069
6%9)

L%9d

PPoun

TLLD
0LLT
69LA
89LN
L9L1

€9.4
TOLN

LELI

70LE

1

a8y
€G8L
TS8DH
198d

6781
8%8A
Lv8a
9v8d
Sv8Y
Y981

47410

6E8A

S€8'T

£eg8d
cesy
T€8A

1

RLDWIDE

.28

ST8A
0281
€180

c18d
1183

608A

908d

708y
£08A

0081

96171

€6.S

8811

0824

LLLE
9LLL

€L.4

0O
PROTEIN DATA BANK

erpBe

W



AYFK

wwPDB X-ray Structure Validation Summary Report

Page 13

® 0€61

9z6d
Sc6d
¥c6D
€261

+

ST61

T16D
11631

6061

T8N

F

SLTTT
vLTTY
€LTTYH
CTLITH

0LTTH

89172
LOTTH

SOTTd

8GT1Td
LSTTY

SGTTI
YaTIV
€411d

671TYH

LYTTV
ov11d

07TTY
6€TTd

SLTTT

€.LT10a

b

SOTTL

€92TY
z9zZTH
19211
09ZTH
692Th
892TH
LSTTA

4
i

CGTTH

06gTa

8¥CTI
8€TTY
LETTA
9€TTH

YETTA
€ETTL

0€TTL

LTTTH
9ZTTA

[4441S

0ZCTI
61C1a
8TCTH
S1CTd

L0TTH

S0TTd

€02TY

cogTa

E6TTH
CT6TTH

68TTH

|

€9€TA

89€Td
LSETI
9G€TT

€GETA

6%ETH
8YETA

9%ETD

£veETH

veerd
E€EETL
CTEETT

0EETY

L2ETH

CTTETY

0CETI

0TETL
60€TI

v0eTY

TOETL

G8CTA

|

T8cTa
08TTA
6.1

LLTTD
9,213

TLETY

89€Td

DNA-directed RNA polymerase subunit omega

e Molecule 4

35%

60%

Chain E

98I

9.3
SLb

<
~
=]

TLh
Pk

99A

€91
41}

TLE
(]

694

99A

13%
< 0
Isg

29b

661

9GH

a1
ity
[4p.4

671
8vA

9%L
ShA
va

43%

3

8€1
® L&d
® 9tea

vED
£€9
43
1€d

620

® 9%Y
o4
441

TTA
121
0ZA
611

40%

L14
9TY
SIN

DNA-directed RNA polymerase subunit omega

9%

e Molecule 4

Chain K

RNA polymerase sigma factor RpoD

e Molecule 5

2%

24%

5%

33%

38%

Chain F

O

R LDWIDE
PROTEIN DATA BANK

W



AYFK

wwPDB X-ray Structure Validation Summary Report

Page 14

6210
8TIN
LTI

sgra
vera

j1458
0Z1V

L1T7I

vr1a

091a

LSTY

va1E

Ly
st

5299
THIL
1771

6€TH

LETR

PETA
€ETS

0ETA

9LTH

€LTH

6921

L9za

{414

09cH

8gzh
1823

€4es
TaeT1

6%CI
8vcH

LyTa

Svev

9€TH

veTL
ggeca

T€TL

SvED
vheT
£veN

i

@ LEEA

geed
bees
@ €EEEA

LTes

91€ed
@ S1EM

£1€Q

TIEL

662)

T8cY
08TA

8.za

+

8THY
L1%a
9THA
4528
(4548

607N

90%h

£6€Y
26€Y

06€1

88€1

98€1
S8eY

€8EN

6LEN

9LEN

vLed

TLEY
TLEX

S9EN
Y9ed

CTOEN

8GEA

felefocs
feieohs
peel
€9€1

TSEL

8ved
LYET

70sd
€053
208y

00SI
6674
86%1

96%Y
S6%Y
Y671
€671

687
88%1
L8V

i2idl
£8%1

T8%E
08%d

8L%d

9L%Y
SL%D
VLN
€.%3

TLYT
OL%H

89%Y
L9%S
99%1
S97Y

£9%1

TOPN

0S%I
6%%L
8vHY

8EVY
LEWD

SEVI
2357,

8T¥S

oTHY

ThY

9894
989H

€89L

0.80
898N
LIS
9950
T9SH

6991

LGSY

T89Sl
1891

¥HSL

918a
G199

€180
[Ast]
1181

LOSW

G0SI

1191

6098

L0971

RNA polymerase sigma factor RpoD

5093
%098
€094
209s

8691
G691
6890

8894
L8SI

e Molecule 5

2%

23%

5%

39%

33%

Chain L

62T
8TTIN

were

1145
0ZTV

811a
LT11I
911d
STTD
vi1d

CITL
1111

80TA

COTW

664

99TA

G914

791D

091a

LSTYH

vara

TSTA

8%TX

THTI

6€£13
8€Td

SETY
PETA

ZETD

0ETA

T9TA

092H

9ETH

veTL
£€ca

T€TL

62CTA

Pkdd}

voTu

96EN

£6€%
T6EN

06€I
68€S

L8EA
98€T

¥8€1
E£8EN

18€d
08€A
6LEW

LLEN
9LeN
SLEV
vLed

TLEV
TLEY

£8€1T

T1S€L

6ved
8ved
LBET
9%ed

428
£vEN

T9e1
0vEV

8EEH

LL%3

SL¥D
TLVH
A4S

OL%W

89%Y4

99%1
SO%YH

£9%1

09%1

8Gva
LSPI
9GP

vavA
€4%d

3

8vvYH

Svva

5574729

SEVI
vEVM

TEVY
(054728

{4474

6T%d
8T
L1%a
9T%A
STPV
14320
ETPW
(454"

607N

9070

£0%a
(o4

66€T

L6€4

O

R LDWIDE
PROTEIN DATA BANK

W



AYFK

wwPDB X-ray Structure Validation Summary Report

Page 15

LIS

G991

299Y
T9SH

6991

8GGA

L89Y

1891

LYSGA

¥HSL

0%91T

9€SL
SESY

CeST
T€9d
0€91

LTSL

§Tea

3

S199

218)
1181

8053
SG0SI
¥0sd
€093

0081
6674

°6%a

® 06%d

98%Y
S8vdE
¥8vY
£8%'T

L

6L%L
8L%d

1791
0194

8094

9097

€094

009H
6694
8691
L6SY

6850
889Y
L8ST

S893

€891
T83GA
189d

6.8

LL8D
9LSA

vL9a

TLSK
04sa

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 16

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 186.10A 206.44A 307.99A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 29.96 - 3.57 Depositor
Resolution (4) 31.02 — 3.57 EDS
% Data completeness 94.6 (29.96-3.57) Depositor
(in resolution range) 92.3 (31.02-3.57) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 2.54 (at 3.56A) Xtriage
Refinement program PHENIX (phenix.refine: 1.9 1692) | Depositor
R R 0.217 , 0.252 Depositor
» Phfree 0.264 , 0.279 DCC
Rfree test set 2000 reflections (1.56%) DCC
Wilson B-factor (A?) 109.4 Xtriage
Anisotropy 0.212 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.26 , 57.5 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L]>=0.38, < L?>=0.21 Xtriage
Outliers 0 of 133164 reflections Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 55782 wwPDB-VP
Average B, all atoms (A?) 147.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.88% 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, 0.375 respectively for untwinned datasets,
and 0.333, 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: 4C6,
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\ (o7 #éy >5 RMSZ #é\ >5

1 A 0.80 0/2524 0.01 | 2/3421 (0.1%)

1 B 0.86 | 3/1697 (0.2%) | 0.97 | 4/2300 (0.2%)

1 G 0.80 0/1777 0.92 | 1/2408 (0.0%)

1 i 0.83 | 1/1681 (0.1%) | 0.04 | 1/2278 (0.0%)

2 C 0.84 | 1/10739 (0.0%) | 0.89 | 9/14489 (0.1%)

2 I 0.79 | 2/10735 (0.0%) | 0.87 | 10/14484 (0.1%)

3 D 0.90 | 6/9188 (0.1%) | 0.95 | 18/12404 (0.1%)

3 J 0.78 | 2/9128 (0.0%) | 0.89 | 10/12322 (0.1%)

1 E 0.73 0/693 0.75 0/935

1 K 1.03 0/629 0.89 0/847

5 F 0.83 | 1/3864 (0.0%) | 0.87 | 3/5194 (0.1%)

5 L 0.83 | 1/3872 (0.0%) | 0.83 | 2/5205 (0.0%)
Al | ANl | 0.83 | 17/56527 (0.0%) | 0.90 | 60/76287 (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
2 C 0 3
2 I 0 4
3 D 0 2
3 J 0 1
5 F 0 1
All All 0 11

The worst 5 of 17 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
3 D 799 | ARG | CB-CG | -10.16 1.25 1.52
Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
3 D 339 | ARG | CZ-NH2 | 8.46 1.44 1.33
3 D 799 | ARG | CG-CD 8.42 1.73 1.51
2 I 1296 | ASP | CG-OD2 | 8.26 1.44 1.25
3 D 339 | ARG | CB-CG | -8.08 1.30 1.52

The worst 5 of 60 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(®)
2 I 1269 | ARG | NE-CZ-NH1 | 15.48 128.04 120.30
2 I 1269 | ARG | NE-CZ-NH2 | -11.03 114.79 120.30
2 I 484 | LEU | CA-CB-CG | 9.30 136.69 115.30
2 I 1269 | ARG | CD-NE-CZ | 9.27 136.57 123.60
2 C 1161 | LEU | CA-CB-CG | -9.26 94.01 115.30

There are no chirality outliers.

5 of 11 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 C 109 | ALA | Peptide
2 C 1264 | GLN | Peptide
2 C 236 | LYS | Peptide
3 D 1184 | ASP | Peptide
3 D 901 | ARG | Peptide

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 2490 0 2542 204 0
1 B 1677 0 1703 105 0
1 G 1755 0 1773 122 0
1 H 1662 0 1687 131 0
2 C 10570 0 10582 606 0
2 I 10566 0 10576 626 0
3 D 9050 0 9218 641 0
3 J 8990 0 9173 595 0
4 D) 691 0 695 24 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 K 627 0 634 47 0
3 F 3813 0 3880 203 0
> L 3821 0 3884 244 0
6 C 1 0 0 0 0
6 D 1 0 0 0 0
6 I 1 0 0 0 0
6 J 1 0 0 0 0
7 D 2 0 0 0 0
7 J 2 0 0 0 0
8 D 31 0 25 1 0
8 J 31 0 25 2 0

All All DH782 0 56397 3255 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 29.

The worst 5 of 3255 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:G:190:ALA:HB2 1:G:200:LYS:HB2 1.29 1.14
1:A:45:ARG:HG2 1:B:38: THR:HB 1.31 1.12
3:D:660:GLU:HB3 | 3:D:685:ILE:HD12 1.30 1.08
2:1:1269:ARG:HD3 | 3:J:343:LEU:HD21 1.35 1.08
3:J:1280:VAL:HG21 | 3:J:1304:ARG:HE 1.17 1.07

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

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 317/329 (96%) 243 (77%) | 48 (15%) | 26 (8%) 15
Continued on next page...
$roe
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 B 213/329 (65%) 193 (91%) | 15 (7%) 5 (2%) 8§ 50
1 G 225/329 (68%) 195 (87%) | 21 (9%) 9 (4%) 48 35
1 H 212/329 (64%) 193 (91%) 5 (%) 4 (2%) 101 53
2 C 1338/1342 (100%) | 1210 (90%) | 111 (8%) | 17 (1%) 151 61
2 I 1338/1342 (100%) | 1207 (90%) | 112 (8%) | 19 (1%) 141 59
3 D 1157/1407 (82%) | 1031 (89%) | 101 (9%) | 25 (2%) 8| 51
3 J 1146/1407 (81%) | 1032 (90%) | 92 (8%) | 22 (2%) 23
4 E 87/91 (96%) 1 (93%) 4 (5%) 2 (2%) 8} 50
4 K 77/91 (85%) 73 (95%) 3 (4%) 1 (1%) 151 61
5t F 462/613 (75%) 424 (92%) | 30 (6%) 8 (2%) 117 55
5 L 463/613 (76%) 425 (92%) | 30 (6%) 8 (2%) 59

All All 7035/8222 (86%) | 6307 (90%) | 582 (8%) | 146 (2%) 9] 52

5 of 146 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 62 ASP
1 A 107 ILE
1 A 114 ASP
1 A 136 GLU
1 A 195 ARG

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 278/286 (97%) 231 (83%) | 47 (17%) E 18
1 B 186/286 (65%) 172 (92%) 14 (8%) 57
1 G 193/286 (68%) 170 (88%) 3 (12%) E 34
1 H 183/286 (64%) 170 (93%) 13 (7%) 59
2 C | 1155/1157 (100%) | 1048 (91%) | 107 (9%) |_[ 48

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

2 I 1154/1157 (100%) | 1055 (91%) | 99 (9%) 131 51

3 D 964/1168 (82%) 867 (90%) | 97 (10%) 9] 43

3 J 962/1168 (82%) 869 (90%) | 93 (10%) 101 45

4 E 72/75 (96%) 67 (93%) 5 (7%) 197 60

4 K 67/75 (89%) 63 (94%) 4 (6%) 24 65

5 F 417/540 (77%) 376 (90%) | 41 (10%) 107 44

> L 418 /540 (77%) 378 (90%) | 40 (10%) 46
All All 6049/7024 (86%) | 5466 (90%) | 583 (10%) 46

5 of 583 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
3 D 1361 THR
1 G 168 ILE
3 J 1366 HIS
5 F 98 VAL
5 F 529 GLU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 66 such
sidechains are listed below:

Mol | Chain | Res | Type

1 H 132 HIS
2 I 1038 GLN
4 K 7 GLN
2 I 139 ASN
2 I 658 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.
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5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 10 ligands modelled in this entry, 8 are monoatomic - leaving 2 for Mogul analysis.

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
4C6 D 2004 - 31,3434 | 1.12 3 (9%) | 39,51,51 | 0.80 1 (2%)
4C6 3 [ 2004] - [31,3434] 0.72 0 305151 | 122 | 4 (10%)

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
§ | 4C6 | D |2004| - ~ [ 0/7/45/45 | 0/3/4/4
§ | 4C6 T 2004 | - T [ 0/7/45/45 | 0/3/4/4
All (3) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
8 D 2004 | 4C6 C2-S |-4.32 1.71 1.79
8 D 2004 | 4C6 S-N -2.11 1.60 1.64
8 D 2004 | 4C6 | C4-C3 | -2.07 1.46 1.48
All (5) bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
8 J 2004 | 4C6 | C3-C2-C5 | -3.93 104.58 107.52
8 D 2004 | 4C6 | C3-C2-C5 | -2.99 105.28 107.52
8 J 2004 | 4C6 | C7-C21-C | -2.69 85.26 88.13
8 J 2004 | 4C6 | C7-C1-N | 2.55 135.43 130.19

W

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
8 J 2004 | 4C6 | 03-S-C2 | 2.69 112.70 108.69

There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.

2 monomers are involved in 3 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
8 D 2004 | 4C6 1 0
8 J 2004 | 4C6 2 0

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 | 319/329 (96%) 20.30 5(1%) 74 65 | 105, 138,176,185 | 0
1 B 217/329 (65%) 20.13 4(1%) 71 62 | 114, 172,192,198 | 0
1 G | 227/329 (68%) -0.35 1 (0%) f93]90] | 138, 159, 175,192 | 0
1 H 216/329 (65%) -0.04 6 (2%) 56 46 130, 174, 192, 201 0
9 C | 1340/1342 (99%) |  -0.34 88, 126, 202, 228 0
9 I | 1340/1342 (99%) |  -0.16 108, 154, 212, 314 | 0
3 D 1163/1407 (82%) -0.33 90, 119, 164, 197 0
3 J | 1152/1407 (81%) |  -0.23 103, 137, 181, 211 | 0
4 E 89/91 (97%) -0.20 129, 159, 178, 184 0
4 K 79/91 (36%) 0.66 186, 221, 249, 254 | 0
5 F 468/613 (76%) 0.21 | 15 (3%) 51 41 | 113,159,233,249 | 0
5 L 469/613 (76%) 0.8 | 12 (2%) 59 49 | 127,168, 244,260 | 0

All All 7079/8222 (86%) -0.24 112 (1%) ' 74 65 88, 143, 205, 314 0

The worst 5 of 112 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
2 I 982 | GLY 9.1
2 I 1003 | THR 7.1
5 F 167 | ASP 5.6
2 1 1002 | LEU 5.1
2 1 1004 | ASP 5.0

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. 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.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
8 4C6 D 2004 | 31/31 0.97 0.34 2.36 | 127,127,127,127 0
8 4C6 J 2004 | 31/31 0.95 0.32 1.45 | 127,127,128,141 0
7 ZN D 2003 1/1 0.99 0.22 0.54 | 127,127,127,127 0
7 ZN J 2003 1/1 0.96 0.20 -0.02 | 127,127,127,127 0
7 ZN D 2002 1/1 0.98 0.18 -0.34 | 164,164,164,164 0
7 ZN J 2002 1/1 0.97 0.12 -1.08 | 190,190,190,190 0
6 MG D 2001 1/1 0.93 0.27 - 127,127,127,127 0
6 | MG C | 1401 1/1 0.86 | 0.35 T 127127127127 | 0
6 | MG T 2001 1/1 0.95 | 0.23 T 127127127127 | 0
6 MG I 1401 1/1 0.85 0.37 - 127,127,127,127 0

6.5 Other polymers (i)

There are no such residues in this entry.
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