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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb. org
A user guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467

Mogul : unknown
Xtriage (Phenix) : 1.9-1692
EDS : 1rb-20027939
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) : rb-20027939
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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 5.50 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.

Ramachandran outliers

Sidechain outliers

Metric
Rfree

Clashscore

RSRZ outliers NN

RNA backbone IS

Worse

Percentile Ranks

I Percentile relative to all X-ray structures

Value
N 0.312
N 36
W 2 .2%
N 10.8%
N 1.8%
D 0.49

Better

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution

(#Entries) (#Entries, resolution range(A))

R free 01344 1015 (7.38-3.62)

Clashscore 102246 1020 (7.10-3.70)

Ramachandran outliers 100387 1014 (7.36-3.64)

Sidechain outliers 100360 1013 (7.38-3.62)

RSRZ outliers 01569 1014 (7.38-3.62)

RNA backbone 2183 1101 (7.80-2.80)

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 242 40% 44% 10% - 5%
1 B 242 39% 42% 13% 6%
1 G 242 49% 40% 5% - 5%
1 H 242 = 51% 36% 7% 6%

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

Mol | Chain | Length Quality of chain
%
-
1 M 242 52% 39% 5%
%
. ]
1 N 242 52% 37% 5% 6%
2 C 1342 47% 48% 5%
2 I 1342 44% 49% 7%
2 O 1342 49% 45% 5%
%
3 D 1407 45% 44% 7% .
%
. I
3 J 1407 44% 44% 9% .
%
3 P 1407 45% 44% 7% .
6%
4 E 90 59% 40% .
9%
4 K 90 54% 39% 7%
7%
4 Q 90 57% 40% o
3%
f—
5 F 628 41% 32% 6% 21%
3%
f—
5 L 628 45% 29% 21%
7%
5 R 628 42% 30% 7% 21%
6 1 49 31% 69%
7%
6 4 49 35% 63% .
%
6 7 49 37% 63%
7 2 49 39% 61%
7 5) 49 35% 65%
7 8 49 41% 59%
8 3 5) 80% 20%
8 6 5 40% 40% 20%
8 9 5) 40% 60%

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:
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
10 MG P 1503 - - - X
9 ZN D 1502 - - X -
9 ZN P 1501 - - X -
9 ZN P 1502 - - X -
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2  Entry composition (i)

There are 10 unique types of molecules in this entry. The entry contains 94668 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 230 ?%3%1 1 101 2 31117 3C5)2 2 0 0 0
1 B 228 ?%3%1 1 1COO 31112 3(29 2 0 0 0
1 G 230 ?%3%1 1 101 2 31?7 3C5)2 2 0 0 0
1 H 228 ?%3%1 1 ICOO 31112 3(29 2 0 0 0
1 M 230 ?%t;%l 1 101 2 31?7 3%)2 2 0 0 0
1 N 228 ?%3%1 1 1COO 31112 351)9 2 0 0 0

There are 42 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A -6 ALA - expression tag | UNP A7ZSI4
A -5 HIS - expression tag | UNP A7ZSI4
A -4 HIS - expression tag | UNP A7ZSI4
A -3 HIS - expression tag | UNP A7ZSI4
A -2 HIS - expression tag | UNP A7ZSI4
A -1 HIS - expression tag | UNP A7ZSI4
A 0 HIS - expression tag | UNP A7ZSI4
B -6 ALA - expression tag | UNP A7ZSI4
B -5 HIS - expression tag | UNP A7ZSI4
B -4 HIS - expression tag | UNP A7ZSI4
B -3 HIS - expression tag | UNP A7ZSI4
B -2 HIS - expression tag | UNP A7ZSI4
B -1 HIS - expression tag | UNP A7ZSI4
B 0 HIS - expression tag | UNP A7ZSI4
G -6 ALA - expression tag | UNP A7ZSI4
G -5 HIS - expression tag | UNP A7ZSI4
G -4 HIS - expression tag | UNP A7ZSI4

W

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual | Comment Reference
G -3 HIS - expression tag | UNP A7ZSI4
G -2 HIS - expression tag | UNP A7ZSI4
G -1 HIS - expression tag | UNP A7ZSI4
G 0 HIS - expression tag | UNP A7ZSI4
H -6 ALA - expression tag | UNP A7ZSI4
H ) HIS - expression tag | UNP A7ZSI4
H -4 HIS - expression tag | UNP A7ZSI4
H -3 HIS - expression tag | UNP A7ZSI4
H -2 HIS - expression tag | UNP A7ZSI4
H -1 HIS - expression tag | UNP A7ZSI4
H 0 HIS - expression tag | UNP A7ZSI4
M -6 ALA - expression tag | UNP A7ZSI4
M -5 HIS - expression tag | UNP A7ZSI4
M -4 HIS - expression tag | UNP A7ZSI4
M -3 HIS - expression tag | UNP A7ZSI4
M -2 HIS - expression tag | UNP A7ZSI4
M -1 HIS - expression tag | UNP A7ZSI4
M 0 HIS - expression tag | UNP A7ZSI4
N -6 ALA - expression tag | UNP A7ZSI4
N -5 HIS - expression tag | UNP A7ZSI4
N -4 HIS - expression tag | UNP A7ZSI4
N -3 HIS - expression tag | UNP A7ZSI4
N -2 HIS - expression tag | UNP A7ZSI4
N -1 HIS - expression tag | UNP A7ZSI4
N 0 HIS - expression tag | UNP A7ZSI4
e Molecule 2 is a protein called DNA-directed RNA polymerase subunit beta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 ¢ 1341 10576 6636 1842 2055 43 0 0 0
Total C N O S
2 1 1341 10576 6636 1842 2055 43 0 0 0
Total C N O S
2 0 1341 10576 6636 1842 2055 43 0 0 0
e Molecule 3 is a protein called DNA-directed RNA polymerase subunit beta’.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
s b 1362 10568 6633 1887 1998 50 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s J 1362 ;1;)0;2515 66C33 1&2\;7 19%8 5SO 0 0 0
s P 1362 ;1;)0;2515 66C33 1&2\;7 19(5)98 5SO 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 90 T700t§ 1 4§0 1§6 1(21 ? 0 0 0
4 K 90 rl1700t§ 1 4§0 115\316 1(21 ? 0 0 0
4 Q 0 T700t8a 1 4§0 1§6 1(21 El; 0 0 0
e Molecule 5 is a protein called RNA polymerase sigma factor RpoD.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
g d 497 th;;l 2;2 7?9 7((38 283 0 0 0
g L 497 th;?l 25012 7?9 7((?8 283 0 0 0
g R 497 thZan 25012 7?9 7((?8 283 0 0 0

There are 45 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
F -14 MET - expression tag | UNP P00579
F -13 ARG - expression tag | UNP P00579
F -12 GLY - expression tag | UNP P00579
F -11 SER - expression tag | UNP P00579
F -10 HIS - expression tag | UNP P00579
F -9 HIS - expression tag | UNP P00579
E -8 HIS - expression tag | UNP P00579
I -7 HIS - expression tag | UNP P00579
F -6 HIS - expression tag | UNP P00579
F -5 HIS - expression tag | UNP P00579
F -4 THR - expression tag | UNP P00579
F -3 ASP - expression tag | UNP P00579
F -2 GLN - expression tag | UNP P00579
F -1 PHE - expression tag | UNP P00579

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

Chain | Residue | Modelled | Actual | Comment Reference
F 0 THR - expression tag | UNP P00579
L -14 MET - expression tag | UNP P00579
L -13 ARG - expression tag | UNP P00579
L -12 GLY - expression tag | UNP P00579
L -11 SER - expression tag | UNP P00579
L -10 HIS - expression tag | UNP P00579
L -9 HIS - expression tag | UNP P00579
L -8 HIS - expression tag | UNP P00579
L -7 HIS - expression tag | UNP P00579
L -6 HIS - expression tag | UNP P00579
L -5 HIS - expression tag | UNP P00579
L -4 THR - expression tag | UNP P00579
L -3 ASP - expression tag | UNP P00579
L -2 GLN - expression tag | UNP P00579
L -1 PHE - expression tag | UNP P00579
L 0 THR - expression tag | UNP P00579
R -14 MET - expression tag | UNP P00579
R -13 ARG - expression tag | UNP P00579
R -12 GLY - expression tag | UNP P00579
R -11 SER - expression tag | UNP P00579
R -10 HIS - expression tag | UNP P00579
R -9 HIS - expression tag | UNP P00579
R -8 HIS - expression tag | UNP P00579
R -7 HIS - expression tag | UNP P00579
R -6 HIS - expression tag | UNP P00579
R -5 HIS - expression tag | UNP P00579
R -4 THR - expression tag | UNP P00579
R -3 ASP - expression tag | UNP P00579
R -2 GLN - expression tag | UNP P00579
R -1 PHE - expression tag | UNP P00579
R 0 THR - expression tag | UNP P00579

e Molecule 6 is a DNA chain called NT strand DNA (49-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 1 49 T909tg ] 4(7j6 11;18 2(9)4 42 0 0
0 4 49 T9O9t6a 1 4(7]6 11;18 2(34 éf;% 0 0
0 7 49 T9O9t6a l 4(7]6 11;18 2(9)4 éf;% 0 0
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e Molecule 7 is a DNA chain called T strand DNA (49-MER).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
7 2 49 ?8521 431 1151 2(32 58 0 0 0
7 g 49 $8tla2] 4(831 1151 2(9)2 58 0 0 0
7 8 49 ?gtlaél 421 1151 2(9)2 LES 0 0 0

e Molecule 8 is a RNA chain called RNA (5-R(*(GTP))-R(P*AP*GP*UP*C)-3").

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s 3| 0 Wm0 |0
s o | 0 I mw | ° |0
s o] 0 M wmw | |0

e Molecule 9 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 P 5 T02tal ZQn 0 0
9 J 5 Toztal Z2n 0 0
9 D 5 Toztal Z2n 0 0

e Molecule 10 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
10 P 1 Total - Mg 0 0

1 1
10 J 1 Total - Mg 0 0

1 1
10 D 1 Total - Mg 0 0

1 1

gPDB
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3 Residue-property plots (i)

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
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e Molecule 1: DNA-directed RNA polymerase subunit alpha
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e Molecule 1: DNA-directed RNA polymerase subunit alpha

V64
L65

E67
Y68
T70
D77
178
I81
N84
185
K86
188
A89
Vo2
Q93
L102
N103
K104
G106
D114
I115
D118
G119
vi2i
vi24
K125
P126

1140
5141
R143
I144
R150

A221
1222

D212
P213
E215
A216
R219

. T Ee——
Chain G: 49% 40% 5% . 5%
coMoBE™SRS™8 KRR TSI SS IS OB B ERTeG 8
o -9 =1 m =4 = m|oa A " e 2@ HAa4d = A o = B om oo >

WO RLDWIDE

er

PROTEIN DATA BANK


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

wwPDB X-ray Structure Validation Summary Report 4YLP

Page 11

SLb

SeTH
YETT

TETA
1€T4

62ca
8TC1

gseey
¥ce1

61CH

L12I

vica

T7CI

602D

L0TL

€0TI
cocA
10271
00Ty

8671

06TV
68TV

S98TX
8TV
€8TI
8TH

6.1d
8L1S
LLTR
9L10

vL1a
ELTA
LT

e Molecule 1

0LTHd
L91d
6GTI

89TY
LSTL

DNA-directed RNA polymerase subunit alpha

6%

7%

36%

d'-II-
oy
IIII‘=

51%

€LD

0LL
69S
891

4

oA

N = o
e} re
a =

08s

T¥N

O w0 o
™ ® <
L B S

¥91d
08T
PPII
3448
(44978
1918

8ETV

9€Td

€T

€D
0€TI
6CTA
9T1d
€211
TCTA
611D
811a
LITH
STTI

4331

907D

C0T1
TOTL

g6

T6A

8221
Lzeh

STy

344}

1144

6712H
8TcH
L1TI

c1ea

0TCL
602D
80z

i

v0cH

10271
00y

8671

96TL

7610
€673
CT6TA

DNA-directed RNA polymerase subunit alpha

06TV

98TN
S8TA

8LIS

3

ELTA
TLIT
TLTT
0LTHd
691D
89TI

)

e Molecule 1

5%

39%

52%

2%
n

Chain M

99H

29a
19I

6GA
8494

S8y
%30

8%
L1
9%I
SPY
4t
€91

TN

+

6€T
8EL

9€D
ged

1€1

2914

09TH
6911
8914
LSTL
9G1S

¥91d

SYTA
442}

THIW
918

+

9ETH

YETL

CETH
TETD

811

ST7I
711a

42414

L0TI

4028

2071

0071

06A
68Y
881

gecH
7ETT

TETA

(o444
62ca
8221
Lzeh
ozea

ozey
612H

L7121

S1cd

1121
0TCL
602D

L0TL

10271

DNA-directed RNA polymerase subunit alpha

661d
8671

€61d
TETA
16TY
06TV

S8TA

v8TY

08TA

6.1d

TLTT
TLTT

e Molecule 1

2%

Chain N =

6%

5%

37%

52%

8Gd

pea
+

+
L

o
]

8914

¥91d

TSTL

9%TA

[5AYS

0%1I

CETH

6CTA

9T1d

@ ¢€T11

TCTTA

611D

L1TH

ST1TI

S0TS
P0TY

TOTL

ZT6A

1€cd

344}

1144

67CH
81CH

+

vicH
€1ed
crea

0TCL
602D
80z

¥0cH
€021

10271
00zy
66Ta

96TL

€673
TE6TA
T6TY
06TV
68TV
88Td
L8TA

DNA-directed RNA polymerase subunit beta

S8TA

08TA

v.1a

TLIT
TLTT

*

e Molecule 2

L91d

€973

—
5%

48%

47%

Chain C

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4YLP

Page 12

064
68D
88Y

98h
S8D

€8h

671

9%b

ELIN

891D
L91S

911
€97y

091a

L1874
9814
GGTA

€481d
2§18

6711

L%1S

PTIN
€TTX
(4498

STTA
237
€111
(435

011d

9073

861

961
S6d
76V

[428

9%21

e

6ETH

LETT

ve€ca

62cI

8¢TA

gcecd

0221

L1TL
91CL

T1ICH
0121

80C1

90Ty
g0cd

6610

8671
L6TYH
96TA

7611

T61H
067d
6810
8814

9814
4981a
¥811

2818
81D
087Y
6LTR

LLTI
9L11

vLIY

ozea
67€T
8T€S
L1€T

STEW

68TA

L82TA
98cd
49821

£8¢H

6.L2H

Ll

YLTI

082L
6¥ca

88€T

€8€S
c8ed

LLEL

gled
vLex
€LED

3

89€Y

99€I
S9€d

£9€1

849ed
LGEN

g6ed

€GEA
{411

0SEL
6v€d

LYEI

Tved

0vea

9geT
SEEL
veed

*

STeT

68%d
88%NH

78¥%1

TLya
TLYA

89%1

L99d

098d
699D

LG9Y

YGSH
€491
2¢484ad
TSGH
0G8A
6%9a
8%y
LPSA

£vSY
{474k

obsy
6€3L
8€91

€€91

0€8I
6294
8¢9y
Loy
9CSH
etd=hA
Ts1
ordetcy
TTSss

3

0zsd
6TSN

1180
9180
STSH

9094
093

008V

8671
L6%d
967
S6%V

€671
T6YH
T6%a

TOOA

6990

9698

990
€991
CTS9K
PALLS

7991

T¥9s
T99E

69

9€90

YESN
€€91
2€9a
€93
0E9A

9293
zToN
819b
LT9Y
9791
TT99

809V
L09S

Ll

£69%
2694

i

9894

6.9V
8LSA
LLSA

SLST

€LSN

6981

L6991
9690

7694

689V

1894
9890
S89N

7084
£08V
T0o8A
108Y¥

66.LN
86.L0

96.L1T

Y6LT

T6LD

i

06.0

S8.La

£€8L1T

*

LLLA

SLLA

€LLT
TLLS
TLLA

69.d

L9.b

S9LI

€9LL
TOLN
T9L0
09LN
6S.LS
894
LSLL
9GLA

P9LL
€8.1

0S.LI

8Y.LI
LYLD
EiZA )

TVLW

6€L0

9ELA

L88A
9884

788A
€881

6.8D
8.8L

3

TL8R
TL8A
081

998a

9981

T981
T98Y

848D
LG8A

%981

a8y
1981

L

S%81

3

8€80
LE8Y

CTEBH

*

LT84

28l

1284

618S

L1817

SO8W

TL6T
0469

6560

LG6)

5660

961
SY6V
7v64

tv6a

Lg6a

SE6L

9064
S061

€064
2061
10671
0063
6683

L68d
968L

688d

650TY
850TY
LSOTY

%5071
TSO0TA
0SG0TA
6%0TI
8%0TH
L%0T1
9%0TA
2v0T1

9E0TI
SEOTH

CTEOTH

beota

020TH

8T0TA

STOTY
$T0T1
€701
z1013

0T0Th

i

90072
S00TH

7861

086A
6.67

SL6I

cL6d

SETTU
PETTO
EETTH

6CTTN
8TITI

YCTTI
CTTIA
114334
0ZTTV

L1171
9TTTH

ETTT1
CITTL
TTTT0

60TTI
80TTN
LOTTH
90TTH
SOTTS
¥0T1d
E€0TTA

T0TT1
00TTd
660TN
86071

S60Ta
760TA
€60Td

1601

F

L80TX
980Td

€8073
280TI

-

690TYH
990TH
S90TH
7901d

290Td
19010

S0CTd
70T11
€0TTa
coTTd

66TTT

E€8TTV

18T1d
ommﬂz
LLTTYH
9LTTT

i ZAN%
ELTTY
CTLITT

OLTTH
69TTA

9911d

Y9714

T9TTS
ﬁmmﬂq
89TTH
LSTTD
99TTH

18TT1

6YTTA

9%TTh
SHTTI

[47431)
15429

6ETTV

9ETTD

18CTA

6.272
8.TT1

9LTTH
SLTTA
vLTTE
E€LTTH
clLerd
1.21D

692TH
89ZTh

G914
9T10

(41958

SGTTL
$92TA

T9CTL
0821S
6%C1D
8YCTL
PAZ4%
9vTTH

19c1a
U741
6ETTA
8€TTT

veTIN
€ETTT
CETTH

6ZCTR
8TTTH
LTTTA
9TTTL
STTTA

12214

61213
8TCTTH
LITTL

STTTD

(4249
11218

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4YLP

Page 13

6€ETT
8EETH
LEETI

SEETI
YEETD
€EETT

0€ETI

8CTETA
LTETT
9TETT
STETA
YTeEIN
€TETA
2TETS
Tcerd
0ZETd

8TETD
LIETd

DNA-directed RNA polymerase subunit beta

STETH
BIETD
£IETH
TIEIN

60ETA

90€TH
SOETA

COETL

00€TH

16211
06TTH
68CTH

¥8CTTY
€8TV

e Molecule 2

7%

49%

44%

Chain I

Z8A

084

8.d

9L
SLT

€LK
TLS

OLK
690
891

99s
S9N

195
090
651
89d

9GA

6%1

8€4

+

9€l
ged

CET

0€I

44

TT1

LTH

S14d
v1a
€1
(41

o
-
~

©
B9

™
>

[t}
0
[$)

0Z10
6178
8TTX
LT71

1113

LOTYH

SOTXA
%011
€0TA

T0TY¥
0071

86A

961
96d
vev
£6S

=} o
<) o
- -

181
980

€8b

LITL
9TCL

TN

L6TYH
96TA
9674
%611

(4314

06Td
6810

L8174
9814
S81a
%811
E8TH
T81S
181D
08TY
6LTR
8L1d
LLTI

ELIN

TLTT

69T}

L91S

YOTL

T91H

091d

89Ta

LETT

veca

0€Td

82cA
LTy
oted
SgTd

£2C1

1221
0221

8TES

S2e1
[£43)

(444

3

81€S
L1€7
91€d
STEN

EIEY
CTIEY
11€0
0T€I

1

42
TS%Y

8%%'T

9vva

PPha
ev¥a
4747\

6ETH

~ O - NMW I ON
HEEN O NN
0 [T To Yo BT BT T RO T
o A dunMEHEB DX

LETN
9E%YH
SEYI
YEVA
EEYI

125728

6%

9T¥I
El47A8
44744

{4428
1344
0Z%1

L1%S
91%9

S0%d
covd
86€S
L6ET
96€d
S6ER
c6Ed
68€4
88€T

8€1
€8€ES

9L€d
Sled
bLex

OLEW

0€SI

STSH

€180
2188
T18T
60SS

9084
G084

20SA

967X
967V

T6YH

0670
68%d
88%H

781

28%D
T8%1

3

9LYN

89%1

T9%3

857d

VAL
€9%1

8790
STOA
1193
YO9H

6691
869A

G691

£69)
2694

069d
683L

L1891

6.LSY

LLSA
9188
S.97
L89S

TSGH
0G8A
6790
8%aY

They

0obsy
6€SL
8€91

i

7694

169d
0691
689V
8890
1894

S89KH

89N

8.94
LLON

§S.9a
vL9a

TL9T

699d
8991

9998
S99V

T99A

L89L

%990
€89

099A

8%9a

9%9s
Sv9d

9€90

€€91
€90

0E€9A

LT9)

ST

€291
TN
®

coLN
19.0

6S.S
8G.¥
LGLL

SG.LM
PSLL
€817

TGLK
0S.I
6%.a
8Y.LI

£€v.d

A0

8€.d

9ELA

E€ELA
TELL

0€.S
6T.Y

9TLR

wTLA

0Z.¥

8T.LV

9TLY

TILS

6691
869d
L69%

S69V

8¢84

241}

6185

L1871
9181
G188

€184
2184
TI8N

608D

L08M
908d
S08W
7084

208A
7084

86.Lh
L6LD
96.L71
S6LY
P6L1T
£6.3
T6.LD

Ll

06.a

88LS
L8.d
98.LD

1

b8LY
€8.L71
T8LA

LLLA

QL.3

TLLS

0LLD
69.d

1

9.0

€9.L

G061

6682
8684
L68d

G681

0683
688d

L88A
9883
S88D

7880

618D
8181

S.8Y
.80

TL8A
0481

898S

2981

268y
TG8L

L¥8d
9%8D

P8
£%81
z%8a

0%8S
6E8A
8€80
LEBY

€€8I

0€8L

1661

8863

986V
£86D
086A
6L671
8L6A

9,64

w64

L9671

Ll

0961

LG6X

0863
6%63
8961
wv6x
0v63
Lg6a

9E6Y
SE6L

9064

%L01D
E€LOTYH

%9010a

2907d
19070
09071

8G0TY

9G0TA

%9011
€G0TX
CTSOTA
67071

9%0TA

¥901d

RLDWIDE

Zv011

9€0TI

YE0TYH

0€07d

820TY

STO0T4d

TTOTH

2661

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4YLP

Page 14

67TTR
8YTIV
PAZAYS

152291

8ETTA
®

L

YETTD

CETTT

8TITI

¢NmﬂH
0TTIV
6TTIH

LITTT
9TTTH
STTIL
BITTE
€TTTT
TITII
TTTT0

60TTI

LOTTH
90TTY

¥0T1d

T0TT1T

L60TA

F

€60Td

16019

8801d

9807d

£8073
T80TI
1801d

6L0TI

LLOTS
9L0TI

8CTTH
LTTTA
9TTTL
STTTA
veetd
£2TTY

T2TTd
0zTTh

L1TTL
91TTY

[414%)

80TTH

TOTTT

S6TTI

CT611H

06TTY
68T1D
88T1a
L8114
98TTA
98T11d
¥8TTL
€811V

T811d
08TTH

i

9LTTT

vL112

thﬁq
69TTA
89114

9911a
99118
Y9114
€9TTL
[4a
T9T11

89TTH

99TTYH

|

CSTIH

08T10a

€6TTA

T6C11
06TTH

68212

28TTH
131499
0821V
6.g13
8.T11

9LTTM
SLTTA
vLTTE
E€LTTH
cLTTE
TL21D
0L214
692TH

99¢Td

ToTTA
T9219H

69211
89z1d
L82Th
98z1h
99ZTL
$STTA
€921
T9TTS

0SZTS

8%CTL
PAZAR
9vTTY
ei444
¥%C1H
€YCTIN
THTIA

(02414
6E€TTA
8ETTT

SETTT
YeTTA
€ETT1
CTETTH

62CTX

8EETH
LEETI

SEETI

CTEETS

0E€ETI
62€TH

LTETT

SCETA
YCEIN
€CETd

DNA-directed RNA polymerase subunit beta

Tcerd
0ZeTd

8TETD
L1€Td

STETH

E€IETH
CTIEIN

60ETA

SOETA

€0ETH

COETL
TOETYH

66CTN
86CTA
L621a

e Molecule 2

S62TS
62Ty

5%

45%

49%

Chain O

884
181
980
<S80

€8l
Z8A

9.LD

€LK

3

690

L93
998
S9N

798
090

651
89d

cva

6€1

LEX

ES
£ea

T€d
0€I
6CS

44

cT1
TCA

919
ST1d

219’8
Ty

-
0 N Qo
B [ IS

0LTA

091a

891a

0zth

8TTY

STIA
YIIA

CTId
TT1E

i74:

£€vcd
{444

ovea

[4343

€221

|1448

281§

6LTR
8L1d
LLTI

ELIN
CTLIR
TLT1

ETEY

TIED
0T€I

90€L

€0eda

S6TH

Ll

€62V
4148

68CTA

08ca
6.L2)

.21

SlcH
vLTI

Tlcd

89cH
L9z

(4193

092

LSTY

28cs

3

(447238

0T%1

L1%S
9T%D
ST

80%S
LO%Y

[4oik’s

00%A

L6ET

°6ed

06ed
68€4

L8EN

€8€S

6.€3

® S.l&d

€LED

69EN

99€1

voen
£9€1
(424 )
69€Y
LGEN

E£GEA

18€1
0GEL
6%€d

LYEI
9YER

¥ved
E£¥eH
chea
TPET

8%H

08%S
6L%1T
8L%Y

9L%d

cLvd
TLYA

SO%Y
¥9vd

TovN

LS%D
9GvA

€971
41k
TSP
8Y¥%1

{47478

0%%d

9E%Y
SEVI

124728

STYI

¥63A
€693
2694

069d
689L

L8911

18SL

@m0~ ©
© @O O O O O
© 00O OO0
nEo<ndH

6.9V

918§
§S.91

6991

998D

€991

3

LGSY
94G9)

Y9SH
£4GGL

TSSH
0GGA

8794

azr)

44t
Tvea
0%y
6ESL
8€9T

€€91

S89N
T8N
0891
6.9V
8.94
§S.9a
vLoa
€L9H

TL97T

63990
9998
SG9A
%990
et
[4°12)8

€998
[42

6£93
9€90
vEIA
1299
€291
819h
L19Y
9191

0193

L09S
9091

009L
66SA
86SA

S6SL

60LY
80LA

90.¥
S0.3
YOLN

TO0LL
T0LD

869d

S69V

7694
€691

7694
0691
689Y

8¢84d
LT8Y

17284

€183

TI8N
0781
608D

L0O8M

€8.L1

6.4

9LLd

€LLT
TLLS

29.b
99.LN
S9LI

€9LL
TOLN
T9.LD

6G.LS
89.4

TTHN

6.8D
8.8L

€181

TL8A
0481

898S

T98L

L%8d

P8

€981
2%8a

0%8s
6E8A

5

S€8d
$€8h
€€81

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4YLP

Page 15

v00t1a

7664

2661

066a

8863

986V
49863

086A
61671

9.L64

vL6Y

TLET
046D

L96'1
9961

%961

0961
656Q

9866V

€861

TG6R
0564
6%62
8%6I
L¥62

baoLS
€961

6E6A

LEBA
9€6Y
SE6L
vE6d
€E6A
TED

I

8T6A

3

YT6A

601D

¥%01d
€P0TY
Zh0711

SEOTH

ve0TY

TE0TV
0€073

veota

12011

6101Q

91072

71071

21072
TT011

891712

9911a
S9T1S

LSTTD
9971Y
SSTTA

TST11

67114

It

8ETTA

9ETTh

PETTD

TETTH

YCI1L

[4435S

0Z11V

LTTTT

FAAxS

CIITI
TTTT0

60TTI

LOTTH
90TTY

v011d
€0TTA

TOTT1
0071d
660TN

960TI
S607a
Y60TA

260TL

PAZAR]
9vTTY

YPCTH
€YTTIN
(44425

(2414
6ETTA
8ETTT

SE€TTT
vETTA
€€TTT
CTETTH
TETTR
0E€TTH
6CTTA

STTTA

1144 %

61213
81CTH

91CTY

(4145}

012TI

3

98TTA

¥8TTL
€811V
Z8TTI
ﬂmmﬁm
8LTTY

TLTTH

69TTA

LOETN

SOETA

COETL

00€TD

86CTA
L62TTa
962Td

v6CTA
€6CTA
26TTL

06TTH
68CTH
88ZTh
L8TTT

G8TTR
»8TTY
€8TTY
T8TTH
T8TTA
08TTY
6.cTd
8.TT1

SLTTA

E€LTTH

TLTTD

69CTY
89ZTh
L9TTD

92T

T92TH

69211
89T1d
LG2Th

vaTTA

2GTTS

e Molecule 3

06TTS

8¥CTL

TYETA

6EETT

LEETI

QEETI

€EETT
CTEETS

0EETI
62ETH
8TETH

9CETT
SCETA
YCETIN

TTETS
11435

6IETH

L1€Td
91€TH
STETH
HIETH

CIETN

60€TA

DNA-directed RNA polymerase subunit beta’

2%

7%

o
© © ©
Q- 9

44%

45%

Chain D

250

S9A

PAE
98T

T8d
0G3

8211
L2111
9211

il
€CTY

TC1d

611S
8TTY
L1171
9114
STTH
[42%)
€1TH
4344
TITL

601S
80TV

Y0TH

TOoTY

864

L6A

S6L

€61

8TTA
LTcTd

£2T1

1221

61CY

3

STTH
ja14
e1ey
CTTL

01es

S0T1

1021

T6TH

0614

8871

98Th
G811

[4:131

08TH

8LIV

S.T3d

86CH
L62H

192Y

LSTH

6€vd

LEWA
9EWY

(45741
TEVY
O0E¥H
6271
8THL
LTvd
oTHY
STvd
TTYN

(44748
13478
0Z%d

81%d

9T%I
STPA

(434
195729
0T%a
60%M
80%A
LO%A
907V
efolc

00%KW
66€X
86€Y
LB6EY

g6eM
Y6€1

T6EL

T6€Y

T8ER
18€I
08ed
6.ed
8LEN

9LET
gled

STSY
PI8L
€IS
TISk

8081

$08h
€088
2¢09d
TOSA
00SI

86%d
L6%3
967D

£6%d

T6%1
06%I
687N

L8%L

S8YNH

£8%'1

T8%Y4

6.%3
8L%1

8%¥h
LYPI

L8971
989D
G89Y

€83A

T8SH
08SHM
6.9
81891

9.94
G.9D

€L81
TLSL
TLSQ

€991

GGGL

€491

TS99

il
S¥SH
7991
£%9S
ThSy
99T

8€9Y

€ETY
TESH

0€9d

824l
L2981

1

€csd

8T8A
L1750

PL9L
€L9A

8993

€991

6%9)

L%9d
9%91
SPOA

£%9a

LESY
9€9D
SE9S

1

6294

LTOL

STON

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4YLP

Page 16

€448

0§.d

LB9NH
969V

€691

7890

ZT89A

8.L94

7180

608A
808A
L0871

£08A
208da

0081
66.4
86.4
LBLL
96.L1
S6LA

€6.LS

T6LY

98.LL
98.a

€847
T8LD

08.Y

9LLL

€LLd
TLLR
TLLD

69LA

L9L7T

vo.LY
€944
TOLN

LSLL

GG.LI

906D

vo6v
£06'T

1064

8680

¥68A

3

-

068L
6880
8880

SG88A

£88Y
T88A

088A

oE8Y
S€81

TE8A
0€8d

828D

T86'T

086L

LL6S

SL6I
vL6A
€L6T

@ 086I
6%6S

Lv6d
9v6V

vhev
£v64

LEBI
9€6H
SE64

£€6Y4
TEEW
T€6L
0€6T

9Z6d
Sced
¥c6D
€T61

1260
8161
G161

716V
€163

1163

6061
8061

T80TA
080TI
6L0TY
8L071

TLOTD
99073

9901V
9018

290711
TO0TA

66071

¥S0TL
€S9071

9%0TI

501D

0%0TH

TEOTA
0€073
620TL
82¢0TI
LTOTA

SCOTH

€COTH

3
+

L

€9TTA

097718
6STTI

L
3

SP1T4d
l422%)

0vTTY
6E€TTd

L

SETTL

€ETTa
CETTA

|

q211d
Y2111
€CTTY
[4434)
TCT11

6111Q
8TT1D

91118

€TTTA

F

[ ]
@® 60771
®

YOTTY
€0TTD
¢0TTd

T601d
06071

L801a

S80TH

6%CIN
8¥CTI

+

LETTA

SETIN
YeETTA
€E€TTI

62TTA
8CTTV
LTTTH

vcTTY
€2TT1

0ZTTI
6121a

L121d
91TTY

i

012TI

80T1a

90TTY

96111

v61TY

T611d
067TI

L8112

2T8TIH

8110d
08TTA
6.11d

LLTTI
9LTTA

YLITY

99T1D
99114
9118

9zTETD
STeETd
v2eTS
E€TETY
TTETS

6T€Td
8TETS

YIETT

LOETT

YOETY

b

96TTD
S6TTN

26211
T6c1d
062TY
68TTN
88CTY
L8TTI
98CTA
G8TTA
v8TTY
€8T1S
T8TTA
18214
08TTA

99¢T1

S9CTL

€921
z9TTY
19211
09ZTH
65ZTh
89T 1Y
LSTTA

SSTTA
vagTE
€GCTI

TSTTH

0LETH

89€1Q

99€TH
GOETA

CTOETH

6SETY
8S€Td
LSETI
9GETT
SgeTd
YSETD
€GETA
CGETI
TSETA
0GETN
6%€TH
8YETA

THETA

LEETA

E€EETL

TEETT

TEETA

6ZETL

8TETL
LTETH

DNA-directed RNA polymerase subunit beta’

e Molecule 3

2%

44%

44%

Chain J

8LT

TLD

094

88D

@
5
[

VALY

i428
€hL

61

9€D

€S
£EM

TeY
0€I

L2d
9Ts

T

3

6TV

Ll

L1d

TSTH

OFTA
SHTA

EY1S

914

6ETT
8ETA

9ETd

€ETYH
CETT
T€Td

8CT1
L2117
9TT1

3

121d

611S
8TTH

9114
PITL
€1TH
CITY

60TS
80TV

YO0TH

COTW
T0TY

664
L6A

9631
S6L

€61
T6A

06A

88D
8%

Ll

6.1

£eTH
TETN

0€TS

L824

el44c

cTey

61C)

L1271

a1ey
4145

21Tl

+

1021
1678
9610
£610

C6TH

6811
8811

G8TI
281V

819D
08TH

0L13

+

S9TA
91h

T9TL
0971

9874
GSTd
911
€SN

L0€T
90€1

voea
€0€A
20eyY
TOoER

6621
86CH

962y
S6cH

£62H

1621
062I
68¢a

S%T1
6€TT
8€TI
LETH

beed

T9ogd
T9ET

8G€D

99EL
feieiohg
pgea

0Ses
6%EX
8¥%eQ
LYEA

SPEA

9TES

veel
€ced
cced
TTER

8T€D

97€I

Zied

60EN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4YLP

Page 17

1974

LGP

8%vh

I

44728

£vva
(474729
991

PEVI
E€E¥D
CTEPT
€94
0EVH
62%'1

sovaE

00%KW
66€Y
86€Y
LBEV

S6EN

€6€EL
CT6EL

L8€T
98€d
S8€1T
¥8EN

T8ER
18€I
08egd
6.ed
8.LeN
LLed

STSW

TTed
114°):1
0ZsY

8TSA
ST9Y
PISL
E€TGNW

0181
609D

€08S
20Sd
T0SA
00SI

86%d
L6%3
96%D

687N
887N
L8%L

S8YI
¥8vN
£8%1
°8hY
18%Y
08%Y
6.%3
8L¥%1

S.va
YLV
€LVL
TLy1
TLvd
0L%A
69%H

L9V
9971
S99l
%9%a

T6SI
06SS
6834

1891

78S
T8GKW
089M

8LS1

TLSL
TLSQ

6991

L9SL
9983

$99A
€991
@ <T9sH

LGSY

eiefeD

€981
TSSI

08SA
6%
8%3A

9%SY

P91
€998
[44°14

+

8E9Y

ol

TESH
0€4d

8TSL

7991

8994

€991

6%9)

SHoA
420

£E9Y
TEQY

6294

LTOL

STON

2coa
2oV
0294

8T9A
LT9L
919d
STON

€199

Ll

S091
Y09
€09%
2098

009V

869
L6SD
9691

7650

ThLD

041
6€LD
8ELY

YELY

I

0ELY

8TLS
LgLa

STLH
YTl
ETLR

0T LN

8TLS
LTLA
9TLb

A2

CTLh
TTLD

60.4
80LN

90LA

0.2
€0LL
T0Lb
00LN
LB9NH

§891

7182

608A
808A
L0871

€08A

0081
66.4

S6LK

06.LL

esui |
88LT
L8LY

1

8L

LLLH
9LLL

YLLI

TLLR
TLLD

L9LT
99.LH

9.4
€9.4
ToLN

6G.LI

8vLY

vhLlY
€VLN

988A

7885
£88Y
T88A
188Y
088A
6.8V

9.8S
SL8N

€.84

T.81
0.8a
6980

3

£981

+

LG8T

8%8A

i

£78A

6€8A
8€8Y

T€8A
0€8d

828D

9281

¥c8d

€861

o%6V
SY6V

Tv6V

PE6L

ZTE6H

TE6L
0€6'1

8T6L
LT6D
9¢6d

vc6d
€T61

126h

8161
LT6A

ST6L

€162

T16Y%
016N

8061

€061

668K

® €£9071
@® TS01d
[ ]

1

8%0TY

® 9%0TI

#9010

® <vo1da

19071
® 0%0TH
[

F

3
i

8E€0TL

9€0TYH

0€072

3
+

E€COTH

L66A

766S
£662
2663

G861
7861

2861

0861

8.64
LL6S

G161

TL6Y

896N

9967
S96S

PSTIV
€ST1d

TSTIA

8YTTY

o113
SP1Td

6E€TTd

YETTI

CTETTA

LTITIS

LOTTA

L
+

T80TA
080TI

890TL
L90TYH

S90TV
%9018
£901a

T90TA

6G0T1T

8TTTV

9TTTA

j{4ax
£€2TT1

12211
02211

8TCTH

91TV

11218

01211
60TTA

66174
86TTA

S6TTD
6T 1Y

14135’}

06TTI
68TTH

18113
98TTX
S8T1d

6L11d

9LTTA

€LTTY
CTLITA

0LTTH
69TTL

SOTTd
¥9118
€9TTA

89714

98111
G9TT7I

96TTD

T6TT1
T6CtE

88TTY
98TTH
S8TTA
¥8TTY
T8TTA

18¢1d
08TTA

vLTT4

TLTTS

0LTTH

€9TTA

z9TTYH
19211
09ZTH
6921
89T 1Y
LGTTA

SGTTIA
vsgrE
€48CTI
CSTTH

652TN
w«mﬂH
aZan]
€921
(4743
157499
0%TTA
6€210

LETTA

F

€ETTI

TeTTY

62TTA

S9ETA
YOETY

CT9ETH

09€TH

8GETd

SGETYH

TGETI
TSETA

8YETN
LYETT

ShETH
PPETT

ZheTa

0vETH
6EETD

LEETA

E€EETL

CTEETT

6CETL

9zTETD
STETd
¢Nmﬂm
TTETS
0ZETI
6T€TA

L

STETY

LOETT
90€T1
S0ETa

L

TOETL

86CTTA

L9ETD
99€TH

DNA-directed RNA polymerase subunit beta’

e Molecule 3

7%

44%

45%

2%
m

Chain P

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4YLP

Page 18

083
6%4
87l
ALY

428
EvL

8EA

9€D
ged

£EM

T€Y

Ltd

3

vera

TETd
0ETH

8C11

L2711

TCTd

Y0TH

COTH

(4%

162
06A

88D
L8%

§80

289

8LT

LY

25

L eren |
aTey 88cd
yT2H 1

1 €821
1128 | z8T1

| otes 1824
602N 082y
wmuh 6,21
ﬁmﬂq LLTN
pmﬁm R
¥6T1 €21

1 zLTh
6811 1.2
— 6924
T8IV 992N
1819 | e9z1
081U 920
6LTY £92S
8LTY z9zL
AL 192V
9414
qL18
vL1Q
€419

Lo 8seT

TLTE ¥92d
£qzA

cseT

T62d

0gzy

6521

99T 8520
1 Lyed
z9TE 9%zd
1 3241
6411 #hTA

8518 zeeN
1511 1
97T £22d
SvIA | ozev
1 szed
zy1E %221
THTd 1
ﬂm«H
L121

cheT

oved

+

8€€4d
LEEY

i

CTEEN

0EEN

LTET
oTEeS

£2ed

11458

Ll

6T€S
81€D

jA5%

CTeY
TI€Y

90€1

€0EA
CTOoEY

00gb
6621
86CH
1624
9624

6TVH
8Tva
LT%Y

TT9I

60%M

90%V

£0%Y
cova

66€%
864

S8€T

£8€D

18€1

6.€d

LLed
9LET

eLEV
TLEW
TLEY
0Led
69€d

S19Y
P18l
ETSN

T16%

86%d
L6%3
96%D

1691

687N

98%S
S8HIW

£8%1

1874

6.%3
8L¥%1
LL7D
LWV
S.93

E€LVL
TLYT

0L%A
69%H

+

S9%D

+

LG%R

4l
TS%d
0SYH

Eiad]

L

68S%

L89T
988D

T8GH
08GHM
6.971
8LGI

9,94
§.99
TLSA
TLSL

6991

L9SL

S9SY

€991

99T
9€41
cegqd
TESY
0€9d

8TGL
LTST

ST

0Zsv
618N
8TSA
L1980

5990
%991

T99A

LS9V
9594

€991
4893

YPoN

TH9I

6E9N

LEQY
9€9D
SE€9S
e
£E9Y
TEQY

6294

STON
j44°)9

129V
0294

8191
LT9L
919d

€199
2191
T19I
07194
6094
809D

909N

£09)
2098
T09I
009V
6693
8633

9691

ThLD
LY
0%L1
6€LD
8ELY

SELY

869K
LBONW

€691

i

689V

989HM
S891

CT89A

L

8L94
PLoL
€LOA
TL91

8994

8184

918L

Ll

608A

L0871
908a

£08A
c08a
T08A
0081
66,4

L6LL

S6LL

06.LL
68.L4

L8LY

8.4
08.4

9LLL

€LL4
CTLLK
TLLD
0LLT
69LA

L9L7T

9.4

CTOLN

6GLI

3

€84S

TS.Q

vl

7681

988A

6.8V

S98H

098y
64984

L8981

§48a

£%8A

i

9T8I
ST8A
¥Z8d
€T8L
{4431

8L6Y 1
L1168 5L074
o 96l 0T
£L01a
| TLom

Pa6N

9%0TI

0%0TH

9E0TYH
SEOTA

CEO0TS

|

STOTH
%2OTL

TT0td
1201a

0ZOTH

8T0TV

£663

0664

G861
7861

086L

SOTTd

E€9TTA
C9TTI

6GTTI
8GTTd

981711

YaTIV
€41Td

SY1Td

TPTTA
07TTY
6€TTd
8ETTT
LETTD

SETTL
PETTI
€ETTa
CETTH
TETTL

[4434)
114291

LTIT1S

PITTh

60771

€0TTH

T0T11

960Td

S60TH

160Td

180Ta

S80TH

L

T80TA
080TI

8L0T1

L

yaza1

1

0%TTA

LETTA

YETTA
€E€TTL

1€TTY

62CTA
8TTTV
LTTTH
9TTTA

i{qax
€2TT1

02211
L121d

9121V
S12Td

11218

60CTA

3

00TTE

+

CT6TTH
16T1d
06TTI
68TTH

L8174

¥8T10

18710
08TTA

3

OLTTA
SLTTT

ELTTYH
CTLITH

OLTTYH
69TTL

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4YLP

wwPDB X-ray Structure Validation Summary Report

Page 19

TLETY

0LETH
69€TY

L9ETH

YoETY

2T9ETD
TOETL
09€TD

SGETYH

€GETA
TGETI
TSETA

6%€1H
8YETH
LYETT
9YETD

£beTH
Zhera

LEETA

SEETY

€EETL
TEETT
TEETA

6CETL
8CETL

9TETD

vTeTS
E€TETY

TTETS
0ZETI

7%

21%

40%
40%

39%
6%

32%

59%
54%
57%

41%

9%

6%

Chain E: —

4%

Chain Q: -

o
00000
—
Chain F:

e Molecule 5: RNA polymerase sigma factor RpoD

e Molecule 4: DNA-directed RNA polymerase subunit omega
e Molecule 4: DNA-directed RNA polymerase subunit omega
e Molecule 4: DNA-directed RNA polymerase subunit omega

Chain K:

89Td
L91a

*

1971
@ 097a

fefegcy

8YTA

55749

6E€TH

9ETd

CTETD

OETA

6TTI
811d

SPDB

R L DWI

O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4YLP

Page 20

S62C0
620
€622
(4148

0621
6824

9.LTH

[k4

0LzA
6921

99z4d
£9¢d
T9TA
1921

892D
L5923

€82S

6921

iZ4)

15741

® 6€TH

SETI

T1€TL

*

Lzeh

eced

0z
612d

L

€1ea

8LEd

9LEN

vLed

LOET

vogy

8GEA

SGEI

€8€1

67€d

T

[4431]

@ 6egy

LEEA
@ 9eed

® ¥YEEs

EEEN

STEM

TIES
T1€L

60EN

90€4

€9%d
[4si7a)
TShY
0S%I
6%%L

LYPY

l444

LEWD

SEPI

CTEVL
TEYY

6C%L

9THA

134728

TT%D

607N
80%D
L0%E

i

£0%a

TOo%d
00%D

T6EY
06€1

86%'1

96%Y
S6%Y
Y671

T6%d

98%Y

i2id )
£8%1

08%d

8L%d

9L%Y

TLvh
1LY
OL¥H

89%Y4

£9%1

TOPN

LSYI
9SG

9691

T6SY
1693

889Y

9894
989H

€89L
42578

0894

8.9
epetcd
vLGE
€491
699L

LIS

G9SI
%990
€994
[4its

0994

SYSH
¥PSL

0%91

9€SGL
SESY

£€9a

1

e Molecule 5

8291

9TSL
9Tsa

219d

RNA polymerase sigma factor RpoD

0194
6098
8094
L0971

%098

T09s
109d
009H
6694
8691

21%

29%

45%

4%
L

Chain L

(441

0TTV
6TTI

¥11E

COTH

00TH

L6d

S6L

L8A

81

0LTY

L91d

96T

[4h %
TSTA

557499

6€Td
8€Td
LETR
9ETd

CTETD
O0ETA
62T
8TTIN
LTTI

€TTI

9LEN

bLeY

69€d
89€D
L9ET
99€S
SOEN

L1

420"

TPET

LEEA

vees

E€EEA
zeea

9TEM

veen

TCEY

8TIEY

STEM

C1ES

i
i

60€EN

90€4
S0€1T

00€X

9620
7620

0621

.8CI

actac

(4548

60%N

L0%3
9070
SO¥I

T0%d

S6EL

T6EY

68€S

98€1
98eY
¥8e1

T8€H
08€A
6LEW

1t
0%9T

8E€SH

9€SL

€€9a
CEST
1€9d

1

114°(
028D

8T1GH

9180
e geic
b4

8053

LOSI
908S

6L%L

LL%3

LU
€LvE
TLh

e Molecule 5

6970

+

7ovN
£9%T

9PN

€790

6095

L0971

%098

2098

6694
8691

3

P65V

26SY

06SI

18SI
98%Y
G8Gd
7894

T8SA

0894
6.80

9LSA

bLsd

TLSK

RNA polymerase sigma factor RpoD

69SL

994d

€994

TOGKH
0984
6691
elefecs

€98V
TSSL

8%31

PPaL

21%

7%

30%

42%

4%
-

Chain R

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4YLP

Page 21

LOTL

SOTH
7072

00TH
664

L6d
96a
S6L

6D

1

L8A
985

781

LTTI

STID

€174

TT11

£8CSs
414
11144
0821
6921
8¥vcH

15741

157443

9121

(4145

LTES

4435

TTEN

GTEM

T1EeS

60EN

90€e4

c0ed

620
0621

1

€82h

08cA
6.LcH

9LTH

0LzA
6921

9924
S9zh

€9¢d
29TA

092

CTEVL

6C7L

LT¥4
9THY
14728

£ThY
[4474°S

+

9THA

ETPH

T1%D
0T%I
607N

L0¥E

z0¥'1
1074
00%h
66€T

Ll

T6EY
06€1

LBEA

G8gY
8etl

T8€d
08eA
6LEN

LLEX
9LEN

bLeY

69€3

L9ET

voey
€9

89€EA

0TSd

8053
LOSH
90SS
G0SI

99%1

€9%d
[4ia)

0S%I
6771

Svva
ia44
€991
(444

0%¥L

8EVY

GEVI

V65V

0651

9854
49853
894
€891
CT8SGA

0894

LIS

G981
99D
€994
0954

9GSV

€49V

T84T

+

7Pl

0%S1T
6€9S

LESL

eSS

TEST

6293

€281

(4°p)]

8TSH

9780

180

T18I

1191

9097

209S

009H

L69Y

NT strand DNA (49-MER)

e Molecule 6

69%

31%

Chain 1

63D
89D

99D
b
vav
€9

180
0SL

(44}

NT strand DNA (49-MER)

e Molecule 6

4%

63%

35%

NT strand DNA (49-MER)

Chain 4

98D
990

€89
281

0SL
69D
8y
L%D
9%
SYL

529
(44
521

)
)
=

LEY
9EL

ved
€EL
(444

8Ty
Lgd
9TL
2D

6TV
81D
LTV

PIL

e Molecule 6

63%

=)
©
&)

37%

Chain 7

8GD

96D
ei=t]
vav
€86

TS0

6%
5id
L%
9%
SPL
iadl
€hL
(4a4]
1529

vED

IV

T strand DNA (49-MER)

e Molecule 7

O

R LDWIDE
PROTEIN DATA BANK

W



Page 22 wwPDB X-ray Structure Validation Summary Report

4YLP

Chain 2: 39% 61%

e Molecule 7: T strand DNA (49-MER)

Chain 5: 35% 65%
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4 Data and refinement statistics (i)
Property Value Source
Space group P1211 Depositor
Cell constants 237.67A 204.99A 248.84A .
Depositor
a, b, c, a, B,y 90.00°  116.86°  90.00°
. 3998 — 5.50 Depositor
Resolution (4) 30.98 — 5.50 EDS
% Data completeness 97.9 (39.98-5.50) Depositor
(in resolution range) 98.1 (39.98-5.50) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.07 (at 5.37A) Xtriage
Refinement program REFMAC 5.8.0073 Depositor
R R 0.231 , 0.313 Depositor
» Hhfree 0.231 , 0.312 DCC
Rree test set 3384 reflections (5.24%) DCC
Wilson B-factor (A?) 324.1 Xtriage
Anisotropy 0.251 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.24 , 168.9 EDS
L-test for twinning” <|L] > =0.39, < L? > =0.22 Xtriage
Estimated twinning fraction 0.055 for h,-k,-h-1 Xtriage
F,.F. correlation 0.94 EDS
Total number of atoms 94668 wwPDB-VP
Average B, all atoms (A?) 198.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.45% 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: GTP,
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 | /o7 #1% ~5 | RMSZ #\% >5
1 A 0.63 0/1809 0.91 | 5/2450 (0.2%)
1 B 0.58 0/1789 0.87 | 3/2425 (0.1%)
1 G 0.60 0/1809 0.87 | 2/2450 (0.1%)
1 £ 0.59 0/1789 0.87 | 2/2425 (0.1%)
1 M | 053 0/1809 0.76 | 1/2450 (0.0%)
1 N 0.55 0/1789 0.81 | 1/2425 (0.0%)
2 C 0.56 0/10745 0.78 | 5/14499 (0.0%)
2 I 058 | 1/10745 (0.0%) | 0.78 | 5/14499 (0.0%)
2 0 0.53 0/10745 0.75 | 4/14499 (0.0%)
3 D 057 | 1/10729 (0.0%) | 0.80 | 9/14487 (0.1%)
3 J 0590 | 1/10729 (0.0%) | 0.85 | 16/14487 (0.1%)
3 P 057 | 1/10729 (0.0%) | 0.80 | 5/14487 (0.0%)
1 E 0.53 0/710 0.71 0/956
1 K 0.62 | 1/710 (0.1%) | 0.82 0/956
1 Q 0.54 0/710 0.77 0/956
5 F 0.51 0,/4076 0.73 | 1/5482 (0.0%)
5 L 0.53 0/4076 0.75 | 3/5482 (0.1%)
5 R 0.54 | 1/4076 (0.0%) | 0.75 | 3/5482 (0.1%)
6 1 0.34 0/1114 0.68 0/1714
6 1 127 | 1/1114 (0.1%) | 0.1 | 4/1714 (0.2%)
6 7 0.40 0/1115 0.66 0/1718
7 2 0.35 0/1136 0.67 0/1752
7 5 0.33 0/1136 0.68 0/1752
7 8 0.41 0/1137 0.66 0/1756
8 3 0.38 0/94 0.67 0/144
8 6 0.42 0/94 0.64 0/144
8 9 0.28 0/94 0.68 0/144
Al

All I | 057 | 7/96608 (0.0%) | 0.79 | 69/131735 (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
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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 P 0 1

The worst 5 of 7 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
6 4 ol DC O3’-P | 40.58 2.09 1.61
2 I 638 | SER | CB-OG | 16.07 1.63 1.42
3 D 955 | LYS | CE-NZ | 10.97 1.76 1.49
4 K 91 | ARG C-O 7.42 1.37 1.23
3 P 681 | LYS | CG-CD | 5.15 1.70 1.52

The worst 5 of 69 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
6 4 ol DC | OP1-P-O3" | 15.55 139.42 105.20
6 4 ol DC P-03’-C3" | 15.39 138.17 119.70
6 4 ol DC 03’-P-05" | -10.32 84.38 104.00
3 J 120 | LEU C-N-CD -9.82 99.00 120.60
1 N 29 | GLU C-N-CD -9.03 100.74 120.60

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
3 P 1276 | GLU | 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 1787 0 1813 209 0
1 B 1767 0 1789 217 0
1 G 1787 0 1813 166 0
1 H 1767 0 1789 160 0
1 M 1787 0 1813 134 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 N 1767 0 1789 116 0
2 C 10576 0 10591 815 0
2 I 10576 0 10591 916 0
2 O 10576 0 10591 739 0
3 D 10568 0 10781 927 1
3 J 10568 0 10780 1017 0
3 P 10568 0 10783 901 0
4 B 708 0 719 39 0
4 K 708 0 719 38 0
4 Q 708 0 719 47 0
3 F 4022 0 4083 280 0
d L 4022 0 4083 220 0
d R 4022 0 4083 298 0
6 1 996 0 955 65 1
6 4 996 0 5956 71 0
6 7 996 0 554 60 1
7 2 1012 0 554 95 1
7 Y 1012 0 554 93 0
7 8 1012 0 0953 48 0
8 3 117 0 35 10 0
8 6 117 0 35 6 0
8 9 117 0 25 6 0
9 D 2 0 0 2 0
9 J 2 0 0 1 0
9 P 2 0 0 5 0
10 D 1 0 0 0 0
10 J 1 0 0 0 0
10 P 1 0 0 0 0
All All 94668 0 92820 6810 3

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 36.

The worst 5 of 6810 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)
2:1:255:1ILE:CG1 2:1:255:1LE:CD1 1.74 1.59
3:D:955:LYS:NZ 3:D:955:LYS:CE 1.76 1.48
3:P:514:THR:HG21 | 3:P:596:LEU:CD1 1.48 1.42
3:J:421:VAL:CG1 3:J:469:HIS:O 1.70 1.40
3:P:1095:MET:SD | 3:P:1173:ARG:NH2 1.97 1.38
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All (3) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-

metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
7:2:3:DG:05’ 7:2:51:DT:03’[2_657| 1.64 0.56
3:D:1174:ARG:NH2 | 6:1:17:DA:OP1[2_657] 2.10 0.10
6:7:12:DA:05’ 6:7:60:DC:03’[2_546] 2.13 0.07

5.3 Torsion

5.3.1

angles (i)

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 228/242 (94%) 213 (93%) 11 (5%) 4 (2%) 53

1 B 226/242 (93%) 204 (90%) 14 (6%) 8 (4%) 48 39

1 G 228/242 (94%) 211 (92%) 14 (6%) 3 (1%) 157 59

1 H 226/242 (93%) 205 (91%) | 17 (8%) | 4 (2%) | |11} 53

1 M 228/242 (94%) 215 (94%) 12 (5%) 1 (0%) 39 180

1 N 226/242 (93%) 208 (92%) 12 (5%) 6 (3%) Iﬂ 44

2 C 1339/1342 (100%) | 1220 (91%) | 97 ("%) | 22 (2%) 127 56

2 I 1339/1342 (100%) | 1226 (92%) | 88 (7%) | 25 (2%) m 52

2 O 1339/1342 (100%) | 1235 (92%) | 82 (6%) | 22 (2%) 121 56

3 D 1360/1407 (97%) 1212 (89%) | 120 (9%) | 28 (2%)

3 J 1360/1407 (97%) 1212 (89%) | 113 (8%) | 35 (3%)

3 P 1360/1407 (97%) 1214 (89%) | 111 (8%) | 35 (3%)

4 E 88/90 (98%) 84 (96%) 4 (4%) 0

4 K 88/90 (98%) 84 (96%) 4 (4%) 0

4 Q 88/90 (98%) 84 (96%) 4 (4%) 0

5 F 493/628 (78%) 449 (91%) 30 (6%) | 14 (3%)

5 L 493/628 (78%) 444 (90%) 30 (6%) | 19 (4%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
5 R 493/628 (78%) 447 (91%) 30 (6%) | 16 (3%) 41
All All 11202/11853 (94%) | 10167 (91%) | 793 (T%) | 242 (2%) 8 49

5 of 242 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 210 THR
1 B 209 GLY
2 C 165 HIS
2 C 808 ASN
2 C 812 PHE

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 198/208 (95%) | 166 (84%) | 32 (16%) 20
1 B 196/208 (94%) | 163 (83%) | 33 (17%) 2] 19
1 G 198/208 (95%) | 180 (91%) | 18 (9%) 12| 44
1 H 196/208 (94%) | 171 (87%) | 25 (13%) | |5] 29
1 M 198/208 (95%) | 183 (92%) | 15 (8%) 16 53
1 N 196/208 (94%) | 179 (91%) | 17 (9%) 13| 46
2 C | 1156/1157 (100%) | 1027 (89%) | 129 (11%) 7] 34
2 I | 1156/1157 (100%) | 1038 (90%) | 118 (10%) | [9) 38
2 O | 1156/1157 (100%) | 1044 (90%) | 112 (10%) 40
3 D | 1135/1168 (97%) | 1009 (89%) | 126 (11%) | (8] 34
3 J 1135/1168 (97%) | 1003 (88%) | 132 (12%) 32
3 P 1135/1168 (97%) | 1014 (89%) | 121 (11%) 8] 36
4 E 74/74 (100%) 71 (96%) 3 (4%) 37 71
4 K 74/74 (100%) 65 (88%) 9 (12%) l6] 31
4 Q 74/74 (100%) 68 (92%) 6 (8%) 15 50

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
5 F 439/554 (79%) 395 (90%) 44 (10%) m 38
5 L 439/554 (79%) 401 (91%) 38 (9%) 137 46
S R 439/554 (79%) 384 (88%) 55 (12%) 68 30
All All 9594/10107 (95%) | 8561 (89%) | 1033 (11%) 36

5 of 1033 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 I 734 ILE
3 J 567 THR
3 P 1177 ILE
2 I 836 LEU
2 I 1337 ILE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 143 such
sidechains are listed below:

Mol | Chain | Res | Type
2 I 1116 HIS
3 J 690 ASN
3 P 1114 | GLN
2 I 1307 ASN
3 J 341 ASN

5.3.3 RNA (D)

Mol | Chain | Analysed | Backbone Outliers | Pucker Outliers
8 3 4/5 (80%) 0 1 (25%)
8 6 4/5 (80%) 0 1 (25%)
8 9 3/5 (60%) 0 0
All All 11/15 (73%) 0 2 (18%)

There are no RNA backbone outliers to report.

All (2) RNA pucker outliers are listed below:

Mol | Chain | Res | Type
8 3 13 GTP
8 6 13 GTP
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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 9 ligands modelled in this entry, 9 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.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
6 4 2
7 2 1
6 1 1
7 5) 1

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 4 46:DG 03’ 47:DC P 5.33
1 1 46:DG 03’ 47:DC P 4.95
1 2 12:DG 03’ 13:DA P 2.74
1 ) 11:DA 03’ 12:DG P 2.33

Continued on next page...
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Model

Chain

Residue-1

Atom-1

Residue-2

Atom-2

Distance (A)

1

4

51:DC

03’

52:DT

2.09




Page 32

wwPDB X-ray Structure Validation Summary Report

4YLP

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 230/242 (95%) -0.42 134, 152, 183, 205 0
1 B 228/242 (94%) -0.56 136, 167, 199, 236 0
1 G 230/242 (95%) -0.31 139, 162, 198, 240 0
1 H 228/242 (94%) -0.41 141, 176, 208, 242 0
1 M 230/242 (95%) -0.21 159, 179, 209, 245 0
1 N 228/242 (94%) -0.16 169, 201, 249, 272 0
2 C 1341/1342 (99%) -0.34 107, 166, 250, 351 0
2 I 1341/1342 (99%) -0.37 98, 172, 227, 283 0
2 o) 1341/1342 (99%) -0.35 113, 174, 222, 263 0
3 D 1362/1407 (96%) -0.22 112, 184, 269, 324 0
3 J 1362/1407 (96%) -0.22 100, 172, 323, 386 0
3 P 1362/1407 (96%) -0.17 117, 182, 291, 333 0
4 E 90/90 (100%) 0.06 136, 169, 350, 413 0
4 K 90,/90 (100%) -0.10 112, 152, 324, 363 0
4 Q 90/90 (100%) -0.31 128, 171, 328, 364 0
5 F 497/628 (79%) -0.11 154, 271, 387, 434 0
5 L 497/628 (79%) 0.07 138, 281, 365, 402 0
5 R 497/628 (79%) -0.13 146, 261, 390, 426 0
6 1 49/49 (100%) -0.35 0 | 100 205, 265, 288, 289 0
6 4 49/49 (100%) -0.34 2 (4%) 41 37 | 181, 228, 278, 302 0
6 7 49/49 (100%) -0.40 1(2%) 68 62 | 184, 228, 266, 277 0
7 2 49/49 (100%) -0.53 0100 192, 268, 291, 312 0
7 5 49/49 (100%) -0.29 0 | 163, 232, 279, 326 0
7 8 49/49 (100%) -0.52 0100 166, 227, 262, 322 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
8 3 4/5 (80%) 0.14 0 230, 234, 236, 245 0
8 6 4/5 (80%) 0.02 0 220, 221, 224, 239 0
8 9 4/5 (80%) 0.31 0 215, 221, 224, 236 0
All All 11550/12162 (94%) -0.26 204 (1%) 71 66 | 98,182, 331, 434 0

The worst 5 of 204 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
5) L 211 SER 11.0
3 D 959 | LYS 7.6
) L 212 ILE 6.8
5 R 211 | SER 6.7
3 P 1004 | ALA 6.4

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

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
10 MG P 1503 1/1 0.98 0.31 2.10 | 170,170,170,170 0
9 | ZN T (1502 1/1 0.96 | 0.17 | 085 | 144,144,144,144 | 0
9 ZN D 1502 1/1 0.98 0.15 0.54 181,181,181,181 0
10 | MG T | 1503 | 1/1 0.99 | 020 | -0.30 | 145,145,145,145 | 0
9 ZN P 1502 1/1 0.96 0.14 | -0.44 | 158,158,158,158 0
10 MG D 1503 1/1 0.99 0.16 -0.63 | 141,141,141,141 0
9 ZN J 1501 1/1 0.94 0.07 -0.97 | 211,211,211,211 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
9 ZN D 1501 1/1 0.93 0.06 -1.46 | 220,220,220,220 0
9 ZN P 1501 1/1 0.93 0.08 | -1.57 | 206,206,206,206 0

6.5 Other polymers (i)

There are no such residues in this entry.
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