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Authors : Brueckner, F.; Hennecke, U.; Carell, T.; Cramer, P.
Deposited on :  2006-11-23
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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
Mogul : 1.8.5(274361), CSD as541be (2020)

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) : 2.11



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.80 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Ramachandran outliers

Sidechain outliers

Metric
Rfree N

Clashscore

RSRZ outliers NN
RNA backbone IS

Worse

Percentile Ranks Value

mjiE 0.229

I 51
W 10.4%
W 3.5%
0.6%
[ 0.60

Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution

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

R frec 130704 1212 (4.00-3.60)

Clashscore 141614 1288 (4.00-3.60)

Ramachandran outliers 138981 1243 (4.00-3.60)

Sidechain outliers 138945 1237 (4.00-3.60)

RSRZ outliers 127900 1121 (4.00-3.60)

RNA backbone 3102 1036 (4.60-3.00)

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 1 14 29% 21% 50%
1 4 14 29% 21% 50%
2 2 25 52% 16% 28%
2 5 25 8% 48% 16% 28%

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

Mol | Chain | Length Quality of chain
64% 18% 9% 9%
3 3 11
3 6 11 9% 55% 18% 9% 9%
4 A 1733 26% 45% 10% - 18%
4 M 1733 26% 45% 10% - 18%
y
P E—
5 B 1224 29% 51% 10% .+ 9%
%
T E—
5 N 1224 28% 51% 11% - 9%
6 C 318 26% 48% 9% 16%
6 O 318 28% 47% 8% - 16%
7 D 221 25% 22% 12% . 20%
;/o
7 P 221 30% 38% 10% - 20%
8 E 215 40% 54% 5%
8 Q 215 42% 53% 5%
I
9 F 155 17% 33% 6% - 24%
I
9 R 155 18% 32% 6% 24%
10 G 171 39% 55% 5% o
iA)
10 S 171 40% 51% 8% -
2%
I
11 H 146 32% 49% 12% 8%
;/o
I
11 T 146 30% 51% 11% 8%
;A)
T . —
12 I 122 34% 44% 14% . 5%
;A)
T —_—_———
12 U 122 31% 48% 13% . 5%
%
—
21% 47% 23% . 7%
13 J 70
%
—
17% 53% 21% . 7%
13 Vv 70
%
. I . ———
14 K 120 33% 48% 13% . 5%
%
. P ———
14 W 120 38% 43% 13% - 5%
%
—
15 L 70 17% 20% 7% - 34%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

15 X 70 20% 36% % v 34%
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2  Entry composition (i)

There are 17 unique types of molecules in this entry. The entry contains 63924 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 DNA chain called 5’-D(*TP*AP*AP*GP*TP*AP*CP*TP*TP*GP
*AP*GP*CP*T)-3".

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 1 7 141 69 27 39 6 0 0 0
Total C N O P
1 4 7 141 69 27 39 6 0 0 0

e Molecule 2 is a DNA chain called 5-D(*AP*GP*CP*TP*CP*AP*AP*GP*TP*AP *CP*T
P*TP*TP*TTP*CP*CP*BRUP*GP*GP*TP*CP*AP*TP*T)-3".

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total Br C N O P
2 2 18 380 1 18 60 116 17 0 0 0
Total Br C N O P
2 5 18 380 1 18 60 116 17 0 0 0

e Molecule 3 is a RNA chain called 5’-R(*UP*UP*CP*GP*AP*CP*CP*AP*GP*GP*AP)-3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
3 3 10 212 96 41 66 9 0 0 0
Total C N O P
3 6 10 212 96 41 66 9 0 0 0

e Molecule 4 is a protein called DNA-DIRECTED RNA POLYMERASE II LARGEST SUB-

UNIT.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 A 1421 11186 7048 1958 2118 62 0 0 0
Total C N O S
4 M 1421 11186 7048 1958 2118 62 0 0 0



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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e Molecule 5 is a protein called DNA-DIRECTED RNA POLYMERASE IT 140 KDA POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O S
g B 15 8866 5614 1553 1644 55 0 0 0
Total C N O S
g N 15 8866 5614 1553 1644 55 0 0 0

e Molecule 6 is a protein called DNA-DIRECTED RNA POLYMERASE I1 45KDA POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 C 267 2101 1320 349 419 13 0 0 0
Total C N 0O S
6 O 267 2101 1320 349 419 13 0 0 0

e Molecule 7 is a protein called DNA-DIRECTED RNA POLYMERASE I1 32KDA POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 D L 1427 882 256 287 2 0 0 0
Total C N O S
T P L 1427 882 256 287 2 0 0 0

e Molecule 8 is a protein called DNA-DIRECTED RNA POLYMERASES I, T, AND TII 27

KDA POLYPEPTIDE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O S
8 b 214 1752 1111 309 321 11 0 0 0
Total C N 0O S
8 Q 214 1752 1111 309 321 11 0 0 0

e Molecule 9 is a protein called DNA-DIRECTED RNA POLYMERASES I, II, AND III 23
KDA POLYPEPTIDE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) K 87 705 451 119 132 3 0 0 0
Total C N O S
) R 87 705 451 119 132 3 0 0 0
gPDB
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e Molecule 10 is a protein called DNA-DIRECTED RNA POLYMERASE 1T 19KDA POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 G 171 1340 861 222 249 8 0 0 0
Total C N O S
10 S 171 1340 861 222 249 8 0 0 0

e Molecule 11 is a protein called DNA-DIRECTED RNA POLYMERASES I, II, AND III 14.5
KDA POLYPEPTIDE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
11 H 135 1084 683 183 214 4 0 0 0
Total C N O S
1 T 135 1084 683 183 214 4 0 0 0

e Molecule 12 is a protein called DNA-DIRECTED RNA POLYMERASE IT SUBUNIT 9.

Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O S
12 I 116 944 581 172 181 10 0 0 0
Total C N Q) S
12 U 116 944 581 172 181 10 0 0 0

e Molecule 13 is a protein called DNA-DIRECTED RNA POLYMERASES I/IT/1I1 SUBUNIT

10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 J 65 532 339 93 94 6 0 0 0
Total C N O S
13 v 65 532 339 93 94 6 0 0 0

e Molecule 14 is a protein called DNA-DIRECTED RNA POLYMERASE 11 13.6 KDA POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 K 114 919 590 156 171 2 0 0 0
Total C N O S
14 w 114 919 590 156 171 2 0 0 0

e Molecule 15 is a protein called DNA-DIRECTED RNA POLYMERASES I, II, AND III 7.7

WO RLDWIDE
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KDA POLYPEPTIDE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 L 16 364 224 72 64 4 0 0 0
Total C N O S
15 X 46 364 224 72 64 4 0 0 0

e Molecule 16 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
16 A 1 Total Mg 0 0

1 1
16 M 1 Tofal l\gg 0 0

e Molecule 17 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
17 J 1 1 1 0 0
17 B 1 Total Zn 0 0
1 1
Total Zn
17 1 2 5 5 0 0
17 . 1 Total Zn 0 0
1 1
17 v 1 Total Zn 0 0
1 1
Total Zn
17 A 2 5 5 0 0
17 N 1 Total Zn 0 0
1 1
Total Zn
17 U 2 5 5 0 0
17 X 1 Total Zn 0 0
1 1
17 0 1 Total Zn 0 0
1 1
17 L 1 Total Zn 0 0
1 1
Total Zn
17 M 2 5 5 0 0
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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 the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they
contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot
above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more
consecutive residues without any outlier are shown as a green connector. Residues present in the
sample, but not in the model, are shown in grey.

e Molecule 1: 5-D(*TP*AP*AP*GP*TP*AP*CP*TP*TP*GP *AP*GP*CP*T)-3’

Chain 1: 29% 21% 50%

Chain 4: 29% 21% 50%
e Molecule 2: 5-D(*AP*GP*CP*TP*CP*AP*AP*GP*TP*AP *CP*TP*TP*TP*TTP*CP*CP*
BRUP*GP*GP*TP*CP*AP*TP*T)-3’

Chain 2: ™. 520 16% 28%

e Molecule 2: 5-D(*AP*GP*CP*TP*CP*AP*AP*GP*TP*AP *CP*TP*TP*TP*TTP*CP*CP*
BRUP*GP*GP*TP*CP*AP*TP*T)-3’

Chain 5: " s% 48% 16% 28%

O X N MO ONOO - N®MS IO N 0
L WO DA A NN NN
AAAAAA<YHIDEHBEH=ZOODODLHUSHRA

e Molecule 3: 5’-R(*UP*UP*CP*GP*AP*CP*CP*AP*GP*GP*AP)-3’

Chain 3: 64% 18% 9% 9%

e Molecule 3: 5’-R(*UP*UP*CP*GP*AP*CP*CP*AP*GP*GP*AP)-3’

Chain 6: " 9% 55% 18% 9% 9%


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

wwPDB X-ray Structure Validation Summary Report 2JA7

Page 10

[
[

0 © N~
o=

5
=

P
=]

DNA-DIRECTED RNA POLYMERASE II LARGEST SUBUNIT

e Molecule 4

18%

10%

45%

26%

Chain A

£9Y4

09s

89T

€971
[4:0)

08I
6931

Az
9%L
i)

1570
0L

9EY

o <+
2] [+
= (2]

¥ed
€TS8

1271

674
8Th
LTA
9T

YTA

[4x:

6Y

85
LS

st
4]
€D

6TTN
8TTH
L1138
911d
STT1
YT

(495}
111D

60TH

L0T1D
90TA
SO0TD

€010
TOTA
TOTY

8631

961

10
[
B

[4:5]
184
08H
6.0

LLD

SLN

cLa

890

99%

won

Ticd
0721

80C1
0TI

S023a
70Tl

T02A

S61d

L8TYH

S8TM

T8TA

SL1Y
YLTI

zlL1d
e T.Lib

8919

9919
S91D
7914

COTA

€914
TSTA

6v1d
8%10
LYTA
OV T

TPIL

(4749

EETH

1€18

9.T1
S.TS
LTI

TLTH

6921
89zd
L9gv
9921
S9eH
v9cd

{414

09za

88CH

99zl
89Ts
vsza

{4t

6%CS
8¥cd
LycH
9%TA

eved
Z¥ed
15724
0ved
6€CT

9€TT

veTn
EETH

81ca

vieI

TPEN
0%eT
6EEN

LE€Y

HEED

LTeY
9ozed
S2eI
vees
£TEN

12ed

61€D

9T€D

BIEY
£1ED

01€D
60EY

90EN
s0ea
Y0EN

T0EY

66ZH
8624
L62h

16cH
o06zca
6821
88CV
L8CTH

§8zd
78Ty
£8CH
(4148

0823

8.CTL

E€T7I
(454

S0%A

£0%%
[dvid)
109D

96€d

£6€Y
T6EN
T16€T

88€'T

¥8EN
€8ER
28€d

L

€8€I

TSEL
ogey
67EV

Lved
9vea

vhex
even

SLPL
2528

TLYT
TLYN

89%4
L9%L
99%S

¥9%d
£9%1

89YH
LSVY
99PN
el

[4si728
TSPH

Lv9d
99%Y

Yvvd

{47478
T9%d

8E¥a

SEVH
bevy
3o
CTEVA
TEPN
0ETHM

8TVA
LTvd

fetai}
{4420
£2%0

11444
0ThY

LT%R
9THY

¥19a

0%sd

LESH

SESL

€eaN
TeSY
TE€ST

8291

01sb

809d

€191
079D
6090
8091

9091

£09N

TO9%

=3
S
©
%

86971
L6971
96391
S6SL

650

0654

8891

08SA
6.9S
8971
LLSI
9.8b
SL9%
.99
€188
TLSM

04Sd

9981
G981

€94d

T94d
0981

€GGA
TGGH
TSGR
06971
679N
878N
LPST
9%SA

Paa
€991

THSI

691

9LON
SL9L

€199
2.L9a

Ll

0491

1,999

9999
Y991

1999

699H
8991
L9911
9G9H

Y9ON

TG9A
TS9%
0590
6991
8%9N
L%9D
9%94
9991

THOA
0%90
6€9d

LESN

3

TEOA
TESH
0€91

829D

748

TTOA
2oL
0Z9Y

9T9A
ST9D
194

LSLN

948Ls
€G.LD

LYLA

SyLb
voLA
£LA
THLN

0%LT

8ELY

9ELN
SELA

TELT
TeLd
0ELD

8TLY

STLY
vela
€TLN
TTll
TCLd

6TLA
8TLA

STLE
VAZXS

(47X

0TLT

3

0€8Y
6281
8T8Y

928d

el
£28D

818NH

9T8H

€LLY

3

L9L0

S9LA

£9.LY

TOLW

+

668A
8684
L68L
9684
9684
682

1889

S88L

€881

1880

9.8V
SL8V
v.i8a
EL8W

£98A
o8N
198D
0981

9L6L

vL6a

TL64
0L6L

L96V
996N
5960
%961
€961

1964
0961

LG6d

baen
€4G6N

Ly64

%61
[47F

9€61
Ge6h

EE6R
ce6ed

Ll

9z6h

€267

126D
0261
6161

S16S
vi6d
€167

8061
L0O6L
906H
S06a
7061

2061
10671

WO RLDWIDE
PROTEIN DATA BANK



2JAT

wwPDB X-ray Structure Validation Summary Report

Page 11

L

PPOTH
£%01Q

90TV
0%0Th
6€0TY
8€0TL
LEOTT

ve01d

CEOTT
TEOTA

8C0TL
LTOTV

TT0T1
12011

6T0TD
81074
L1071

STOTA
Y01V
€107Q

11070

800Th
L00TI
90071
S0072
Y00TN

10074
00071

8661
L6671
966N

€661
2660a

8861
L86A

9860
7863
€861
Z86L
7861
0860

LOTTA
90TTN

COTTYH
T0TTT
00TTYH
660Td

L60TH

S60TL
Y60TA

6LOTH

67071
8Y0TN

990711

9LTTT
SLTTS
TLTTA

TLTTT
TLTTD
0LTTI

891Td

S9TTd

€9TTI
CTOTTA
TOTTL

6GTTYH
8GTTd
LSTTA

SGTTd

E€STTA
CSTTI
19718
0STTS
6YTTV

LYTTL
OYTTA

YPITY

8ETTI

PETTI
€ETTT

0ETTY

12T1a

8TTTA

ETTTL

TITTH

S%CTd
vPTTY
€¥TTA
ZHTTA
TveTH
0%TTD

8ETTI
LETTI
9€TTT

€ETTa

62TT1S
82TTTM
pX44 99
9CTTA
GTTTd
9CTT1

TTTIN

02Tt
61CTL
81ZTh

91CTI
S1cTY
vicTa
€1CTD

T1ZTh
01219
60T TH
80TTL
L0TT1

|

COTTH

661TY
8611d
LBTTT

S6TT1

€6TT1
TBTTT
T6TTH

68118
88TT0

PIETS
€1ET1
CTIEIN
TIETA

T6CTA

682TY

Y8CTH
€8TTA

6,211

vLTTY

+

89C11
® L9TIH

S9TIN

|

T9TTH

6GTTH

96g1H

YLETA
€LETA

TLETT
0LETT
69€TY
89ETH
LOETH

€9ETA
Nomﬂr
mmmﬂn
9GETI
SGETA
YSETN

CTSETA

TEETS
0EETN
6ZETL

LTETI

SCETL
YceTd
€CETa
TTETI

0ZeTd
6TETA

LIETH
9TETA
STETH

TPv1d

6EVTH

LEVTD
9EVTI
Se¥Td

F

1354%)
0E%TT
62711

el4 A%
STvIS
12429
42
(4421
11423
0Zv1a
61%1Q
81711
PASAXS
9THIV

PIvIV
€I%1D
(45431

0T%T4d
60711

L0¥13
90%TA

70v1E
£0%72

10718
00%7D

86ETH

96ETY

Y6ETL
E€6ETN
CTBETS

06ETN

88ETH
L8ETH

18€TT

6LETH

mmﬂa»

ﬂm¢ﬂ>
0S%11
m¢¢ﬂm

h¢¢ﬂm
9v¥1a

EYPIA

DNA-DIRECTED RNA POLYMERASE II LARGEST SUBUNIT

e Molecule 4

18%

10%

45%

26%

Chain M

£9Y4

© o
It} ©
| 7]

99d

€41
[4hl

08I
6%

LY
9%l
i)

£va

ToH

© =)
™ <+
IIII“ IIIIIIE‘

ved
€CS

I
P
|

o
©
[

614
810
LTA
91

YIA

(41"

8s
LS

st
4]

EETH

TETS

+
3

TN

6TIN
8TTH

911a
Q111
P11
€111
(425}
TT1D

3

L0TD
90TA
S0TD

Z0TA

00T
661
863
L6Y

S64

08H
6.0

3

SLN

TLE
TL0

890

99%

won

TTes
0Tl

81cda

p1eI

T12d
012l

8021
L0TI
90cH

0Tl
€028

T0TA

S6Td

221S

29TA

R LDWIDE

O

PROTEIN DATA BANK

W



2JAT

wwPDB X-ray Structure Validation Summary Report

Page 12

Z8TN

08cH
6.1

L.LTH
9421
S.2s
vlcl

TLTH

6921
89¢a
L9gy
9921
S9TH
v9Td

2921

09z2a

8GTH

9szh
992s
v9zd

[4c4s

6%2S
8¥%cd
PAZ4S
9%TA

£¥cd

1574
0¥%2d
6€TT

9€TT

vETH
£ETH

T€ed
o€y
62TS
8¢Td

ST
beed
€2TH
{444

6%EV

Lved
9%ed
Shea
bhed
£veN

TPEW

91€h

BIEY
£1€h

90€EN
<soea
YOEN

88TV
L8TH

G82d
b8y

0T7Y

oTvYd
STP1
71va

(454

0T%D

SO%A

£0%%
TovV
T0%D

96€d
S6€D

£6€Y
TE6EN
16€1

88€T

98€d

¥8EN
£8EL
z8ed

1

TLEN

0LET
69€S
89€%
L9€d
99€A

c9ea

8GEN
LSed
96ea
SG€D

€GEI

TSEL
0Gey

SGHW

EG%NW
[4°4')
TSYH

L%9h
9%y

Thvd

(47478
T¥vd

8E¥A

SEVH
vEWY
€Eeva
CTEVA
1235728
0ETM

14728
P4l

eta ]
7421
342

13441

9%9A
S%Sl
%30
€991

1991

8€9a
LESH

SEGL
YEST

TESH
T€SI

8291

i44:1
€SI

T2SH

619d
8194
LTSN

§18h

€168
CTIGA

018h

809d
LOSA
908V

%091

0053

86%4
L6%L

¥6%S

1674

68%1
88N
L8YNW

S8%a
¥8%D

28hd

9TOA

¥194
€191

019D
609a
8091

9091

£09N

T09%
009d

8691
L6ST
96SL
S69L

2690
1694
0694

8891

9841

08GA
6.9S
8191
LLGI

SLS¥
%LSD

CTLSM

04Sd

899d

9961
G961

£99d

€99A
CTGSM

0891
6%
873N
LPST

L89Y%
¥89Y
€891
289L
691

SL9L

€L9)
2.L9a

T29L

0Z9Y%
6194

£9LY

TOLW
09Lb
6G.LY

LSLN
9GLI

vaLS
€G6.LD

LYLA

SvLb
BHL
€HLA
ThLN

0%LT

8ELY

9ELN
SELA

TELT

0E€LD

8TLY

etA )
vela
ETLN
TTL1
TcLd
0T LY

8TLA

STLE
Y14

(42X

9E8R

ve8L

3

0€8Y
6Z8A
8T8Y

928a

743

€289

888D
188D

G881

® €881

1880

8.81
LL8H

vL8a
€L8H
TL8D

L98Y
998L

vasN
£3680

L

£78Y

981
0v8Y
6€8Y

LE8I

.60

CTL6H
TL64
0L6L

L96Y
996N
5960
Y961
€961

T96Y
0961

6€£60
9€6'T

E€E6X
ce6d

9z6b

2T6a
126D
0Z61
6161

S16S
163
€161

8061

906H
S06a
7061

2061
T06T

ﬁJmﬂm
8661
1661
Jﬂmz
€661
Jﬂmn
8861
L86A
49860
7863
€861
T86L
T86T
086a

e

9L6L

COTTH
T0TTT
00TTY¥

L60TD

S60TL
Y60TA

6LOTH

LLOTL
9L0TY
§L0Td
v.013

CTLOTI

0LOTh

b

990TA

790TA
E€90TH

T90TD
090Td
6S0TH
8G0TA
LS0TA

S90TYH
¥60T1
£30T4

0s07d
67071
8Y0TN

970711

€v0Ta

SL1TS
PL1T4

TLITT
TLITD
0L7TI

89113

9971d

€97TI
2TOTTA
TOTTL

6GTTY
89TTd
LSTTA

GSTTd

€9TTR
TSTTI
16118
0G1TS
6711V

LYPTTL
9%ITA

PPITA

8ETTI

PETTI
€ETTT

OETT

TCTTd

8TTTA

€TTTL

TITTH
oﬂmﬂz
LOTTA
90TTN

TvCTe

6ETTY
8ETTI
LETTI
wmmﬂu
mmmﬂn
62CTS
8TTTM
LgTTI
92TTA
gcetd
i444%)

TTTIN

0ceTTd
61CTL
81ZTh

91CTI
STCTH
254 %S
€1TTH

TICT
01ZTH
60TTH
80TTL
2021

L

20TTH

661TY
861Td
LBTTT

S6TT1

€67T1

T6TTH

68115

9L1T1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



2JAT

wwPDB X-ray Structure Validation Summary Report

Page 13

80E€TL

90€TT
SOETA
Y0ETH
€0€TH

00€TH
66CTA

LégTd
962TH
S6CTL
v621d
£62TS

68CTY

¥8TTIH
£8TTA

6.CT1

vy

+

89211
LOTTH

SOTTN

|

192TH

6GTTH

982Td

S¥CTd
iaZax
EYTIA
14747

TLETA
€LETA

0LETT
69ETV
89ETH
LOETH

E€9ETA
COETR

6G€Ta

9GETI
SGETA

CTGETA
T9€Td
0GETH
6YETA
8YETT

SYETH
YPETD
EYETY
[42 %S

0%ETH
6EETT
8EETA
LEETH
9EETH

YEETA

TEETS

0EETN
6ZETL

LTETI
9TETYH
STETL
vTeTd
€2e1a

9TETA
S1ETE
71€18
E€IETT
CIETN
TIETA
0TETD

Tvrid

6EVTD

LEPTD
9EPTI
SEVTd
YEVIY

0EPTT
6CHTI
8CTHTA

el4Axs
l4 4%
149478
£CVID
[4441s
114727
(4414

8T¥11
PASAYS
9THIV

14542114
€T%1D
(45441

0T%14
60711

L0%13
90%TA

v0¥1H
£0%12

T0%1S
00%1D

86ETH

96ETY
S6ETD
Y6ETL
€6ETN

88ETH
LBETH

¥8ETA

@ T18ET11

€G%TA
TSHTA
0G%TT
67715
PA4AXS
9v¥1a
PPN
€YPTA
[44440

DNA-DIRECTED RNA POLYMERASE II 140 KDA POLYPEPTIDE

e Molecule 5

%

9%

10%

51%

29%

Chain B

€91
29I
19d

691

98d

v
€5t

164

8%1
L%h

j42))

1572}

64

8T4d

oTIs
STIS
i£4%8
€TTL
(44 %)
TN
0ZT4

8TTH

9114

E€TTR
(4391
TTTV

60TL
80TA

901d

%012

COTA

00Td

L6A
96L&
961
v6u

L9S
990

1e1a
0ETA
6274

0%eI

8€TY
LETA
9€TH
gq€eTs
ecI
£ecd
TETS

0ETY

122y
9zzd
SZTA
veeh

(444
TZTN
(44]

s12h
2141
€721
{4141
TTZA
otz
6023

L02H

S0cI
v0cI
€0cd

LT€D
91€ed
STeNd
v1e1

z1ed
TTIET
OTEN

80€M

SOEA

€0€X

O00€H
6622

9622
S6TH
v6ca
£62d
2621

LSTH

921

68V
88€0

98€T
g8e1
v8ey
£8eN
T8EI
T8EW
08EX

LLed
9.e4

€LeY
TLES

0Lgd
69€D

99€b

€9€H
C¢9€d
TOET
09€4
6G€d
8GEN
LG€b

SGEI

TSEXR

8veY

S9N
v9¥D
£9%L

6978
89
LSPT

YSPL
€971

TS¥H

67HN

LYHY

LEYE

YEVY
eevd
ZEYH
TEVA

LT%a

40728

20%D

00%H

96€0
S6€D

06€1

O

R LDWIDE
PROTEIN DATA BANK

W



2JAT

wwPDB X-ray Structure Validation Summary Report

Page 14

€150

T18d
0T8N

T6%L
06%S

L8%L

S8%Y

£8%1

1870

6.L%A

SL¥S

TLYY
o TL¥Y

@ 89%H

T19d

6091

809a

909

eieieh)

[aclei]
TS8d
0§sa
6731

LPSA
9%8s

THSW

9993

1991

659V
8991
LS9H
959D
S99
9o
€99A

6%9)

i

£%9a
Z%9a

0%9A

8€94

9291

%291

[44:)’s

029
6191

LT9¥
9191
STOW

87LI
LYK

ShLd
PPLH
€hLI

oy

€ELH
TELS

0€.LY
62LI

8c.LY

vTLa

0TLT
60.La

L0Ld

SOLH

€041

TOLI

6693

9891

€898
2898
T89H

£18%
2181

0184
6081
808Y
L08Y
908L
G08L

€081
208d
T08%
008b
66.d
86LK

9641
G6L1
P6LN

06.a

88.Y
L8LA
98.LN
S8LK

T8L1

8LLH
LLLY
9.L.b

ELLN
TLLY
TLLS
0LLD
69.LK
89.LL

S9.d

€90
TOLN
T9LH
09.a
6G.d
8G.4

9GLI

48.Ls
€G.LY

08.D

vi84
€481
L84
TLBL

8T8V
e8I
98y
47}
i44:29

T8N
128h

818d
L1871
9184
G184

8161

9T6L

v16%
€169
T161
TT61
0T6A

9068
S06A
7064
€067
206D

006Y
6681
8681
168D

9680

€681
268
1680
068X

3

@ €881
@® T88L

088L
6.84
8.80

S00TD
70012

T00T4
0007d

1663

9664
7664
£66L
2661
1669
0661
686L

L8634
9860

¥86H
£86Y4

186V
0864
6.6
8.L6a
L169D
961
G460
v.L6d
€L61

TL6L
0L6L
6964

9961
G963
w961
€964

63960

LG6N
9G6L
SG6L
7360

[4:(7}

0960
6761

£¥6S
{47418

LLOTL
9LO0TH

TLOTN
€LOTR
CTLOTH

0,073

8907H
L9074
990TS

Y90TA

C90TH

09074
CTSOTA
TSOTL
0S0TI
Ly0T4

S%0TS
P01V

F

070TN
meﬁu
SEOTV
YEOTA
E£E0TYH
TEOTS
T€0TT
oJ“aq
LTOTI
92071
SCTOTH
v2oTY
€COTA
CTOTL
TCOT
0Z0TY

91071V
STOTH

ETOTN

800Td
L00OTA

EVITV
[4742%)

0PTTV
6ETTI
8ETTH

9eTTd
SETTH
veETTH
EETTH
[439 %

8T1T1

9ZT1TH
STT11d

ETTITS

6TTTA
8T11Td
LTTTD
9TT1TH
STITL

[4331]

0T1Td

LOTTY
90TTYH

|

COTTH
T1071Q

860TH

v60TY

T60TX

880TH

98074
S80TI

L

T80T1T
080T
6L0TH

OTTTH

80TTH
L0TT1
902TH
S0ZTh

T0TTH
00TTY

L611d

%6111
€6TTh
TETTA
T6TTL
06710
68111

L8TIN
9811d
S8TTD

08114
6LTThH

LLTTH

PLTITA

TLITI

0LTTL

897711

99T1D
S9TTI

€9TTD
29111
TOTTH
097TA

TSTTH
TGTT1

SP1TS

j444 T
f4414

61CTa

F

e Molecule 5

STCTY

DNA-DIRECTED RNA POLYMERASE II 140 KDA POLYPEPTIDE

%

. 9%

11%

51%

28%

Chain N

T9a
090

9ga
GgA
bed
£sb

164

8%1
L%h

4728
€71

-
<
i

64
8ed
Led
9EY

YeL
EEA

62a

STIS
{4429
€TTL
TTT1
TN
0ZTd

8TTH

9114

E€ITR
TIT1
TTTV

60TL
80TA

90Td

7012

CTOTA

00Td

86L
L6A
96X
S61
w63

198
990

R LDWIDE

O

PROTEIN DATA BANK

W



2JAT

wwPDB X-ray Structure Validation Summary Report

Page 15

Tena
0ETA
6014

9T1s

0%CI

8ETY
LETA
9€CTH
gecTs
vecI
€€ed
TETS

0ETY
62TV

LTTH
9gTd
GTTA
244}

(4448
TN
(44]
61TV

g1eh
2544
€121

TICA

60CH

L0ZD

S0cI
v0cI
€0cd

L6174

9610
7612
€674
2611

067X
6811

S1ed
7ie1
ETEW
cred
T1€1
OTEW

S9TS
¥9¢s

1924
0929

921

1921

6%cH

8ey
£8EN
28I
T8EW

3

LLed
9.Led

€.Le4
TLES

0Led
69€D

99eh

€9€H

LTeY

4429

cced

L1€D
91ed

iian
£GYI

TSPy

677N

LYPY
OY¥%1

LEVE

veEY
]
TEYW
TEYR

{40

00%H
66€d

96€d
G6€h

T6Ed

06€T
68EV
88€D

98€T
98€T

€18h

T16d
018)

667N

L

L6%Y

1

T6%L

88%A
L8YL

£8%1

3

6.%A

S.L%S

TLYY

® 0¥
69%0
89v1

79%D
€971

T9%1
09%Y
6574

L8911

0091
66SL
8653
L6SH
9691

v6svY
£€69d
263N

06SH
6891

® L8SH
989M
G8GA

€8SN

7854
08SA
6.9

LLSY
9180

TLGd

THaN

6€£39T
8ESN
LESH

T€50
0€SD

824d
LTSL

i

£%9a
Z%9a

0791

8€94
LEQT

YESR
EEA

TE9D

629a

Lg94
9291

9291

TT9N

0ToY
619I

L194
9191
STON

2193
T19d

6091
809a

909

7094

T094

6CTLI
8T.LY
LTLY

bTLa

0TLT
60.a

L0Ld
SOLW
bOLY
€0LI

TOLI

6693
8693
1693
9693

¥69a
€691

7693
0691
6891

L89H

G891

€895
T89S
T89M

TLLY
TLLS
0LLb
69.L%
89.LL

S9.d

€90

T9LH

6G.d
8G.4
LSLd
9SLI

98LS

TGLY

0G.LD

8¥%.LI
LYLH

S¥Ld
Y¥LH
€%LI

*

8ELd

+

® PELH
€ELH
TELS

0ELY

€984
298
7980
098K
6984

984
9984
G984
G681

468y
14984
0681
678D

L¥%8a
9%8I
S%8S

£%80
Zh8N
T¥8H
0%8I

8€8S

3

YEBN

TE8D

G184

2181

0183

808V
L08Y
9081

€081
208d
T08Y%
008b
66.d

8161

9161

716%

7680
£681

T680

® €881

@® T88L

0881
6,84

L.8d

.84
€181
L84
TL8L
0481

1

9981
S98Y
o8y

S664
7661
€661
2661
T66D
0661

€964

0969
63560

LS6N
9G6L
GS6L
bg6A

TS6A

086d
6761
8%61

£%6S
[0S
1961

99078

79071

C90TH

0907¥
2S0TA
TSOTL
08071

L%0T4

S%01S
44911

6€0TD

LEOTT

SEOTY
Ye0TA
€E0TH
CEOTS

0€0TT
62010
82073
Lg0TI
92071
SCOTH
749
€COTA

0Z0TY

9101V

TT07I

800Td
LOOTA

0073

T00T4
0007d

L6632
9664

EETIN
CETTE

0E€TTd
62TTY
8TT11

9TT1H
STT1a

12119
LTTTD
9TTTH
STTTL

TTTT

60TTH

LOTTY
90TTH

|

O

R LDWIDE
PROTEIN DATA BANK

COTTY
10T1d

860TH

960TY

¥6014
€60T0
CT60TR
T60TX

880TH

98074
S80TI

L

18011
080TY
6L0TX

LLOTL

PLOTN
€LOTR
CTLOTH

0,072

L90TH

W



2JAT

wwPDB X-ray Structure Validation Summary Report

Page 16

L6TTd
96TTI

¥6T1I
€6TTD
CT6TTR
16111
0611a
68TT1

L8TIN
98T10a
S8T10

08774
6LTTD

LLTTH

YLTTH

CTLITI

0LTTL

89111

99110
SOTTI

€9TT0
CTOTTI
T19T1H

18111

LYTTT

SYT1S

e Molecule 6

[442%)]

6ETTI
8ETTH
LETTD

SETTH
ver1a

¥eeTd
£€2TIa
(4441

6121a
8TCTL
LITTA

STTTY

DNA-DIRECTED RNA POLYMERASE II 45KDA POLYPEPTIDE

TITIN
0TZTH

80TTH
L0TT1
90CTE
S0TT

1021
0021V

16%

.

9%

48%

26%

Chain C

041
691

L97
994

YoV

193

LGA

9GL

15729

6EY
8€1

*

9EA
fefod

€e1
CES
TEN

0cd

8TA

114

© o)
S

10
5

€ETI

TETH

9TTA

OTTL
60TS
8072
LOTS

S0TH

TO0T1
00TL

097
66TV

LSTD

8671

TS8T0

8%TY

i %!

442}

6ETD

992a
S9TH
$92h
€921
2921

6621

0o1eH

DNA-DIRECTED RNA POLYMERASE II 45KDA POLYPEPTIDE

e Molecule 6

16%

8%

47%

28%

Chain O

9.a

i
3

0zd

©
=
=

-
[S] 0 © o) =
©v K © = [

[
~
m

{4429

6ETD

€ETI
CeTd
TETH

OTTL
601S
80Td
LOTS

SOTH

L

1071
00TL

864

S6D

06a

88D
L84
98D
980

€8S
T8
T8d
081
6.0

L12a

012d

80cd
102D

€6TA
CTETH
161X
061a
68TL
88TH
L8TH
9871
98T

E8TH

1810
08TX
6.14

LL1E
9LTI

wLTY
eLTV
CL1d

0LTH

8YTH

OFTH

99za
S9TH
920
£9CL
(44

0921

89C1

9gey
ggTA
v9TN
£9ey
caeh
19271

6¥%ca
8%CI

ovcH
SvTA
474
evTA
Tyeh
15744

6€cd
8€TI
LETS
9€TH
SETA

ot oracs
CTETA

0ETH
6CTR
8ccTd
LTTL
9zTa

fddi}

DNA-DIRECTED RNA POLYMERASE II 32KDA POLYPEPTIDE

e Molecule 7

20%

12%

42%

25%

Chain D

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 2JA7

Page 17

192

6GI
8GA
LGT
96
qav
ks

T8N
08T

8Y1

i

£7H

1574]
0YH

8€I

g€
eb
£ed
zed

0€d
621

LT1

©
N
B

441

8TA

©
—
N

o
-
~

[4x

< © ~
©n [z

STIS

[4a xS
j14%
0cgTH

8TTL

L

LY

894

994
999
oA

S6TI
7671

16TV

681d
88TV

9810
v8TV

8LTV

9L1d
SLTd

ELTH
TLTT

L9T1

E€9TA

6STL
8GTd

81cd
L1217

¥121
€1ca
(4144
L4
0121
60cH

90cH

e Molecule 7

¥0ca

ooz
66TN
86T1
L6TS

DNA-DIRECTED RNA POLYMERASE II 32KDA POLYPEPTIDE

%

20%

10%

38%

30%

Chain P

99¥

0€Dd
621

LTT
9TL

wev
TN

o
N
[

©
p
=

©
=1
a

i
< © ~ o —
©n [z = <

6211
8TTIA

STIS
ceta

1345
0zZ1d

8TTL

L0

LY

894

021

00ZN

8671
L61S

13

681Q
881V

4810
»81V

8LIV

9L13
SLTd

€LTH
TL11

L9771

PETL

Terd
0€T1T

L1271
€1cH
(4145
7121

602H

DNA-DIRECTED RNA POLYMERASES I, II, AND III 27 KDA POLYPEP-

e Molecule 8

TIDE

5%

54%

40%

Chain E

08A
6LM

L

SLH

€9d

6%S
8%

gca
e
€TA

SGTY
PST1I
€GTH

0GTA

8v1d
LYTH

SYIL
P11

(429N
15478
0711

Le1d
9L TN
SETL
YETL

CETI
T€TL
0ETV

8C1d
LT11

S21d
447

0z1v
6118

L1TL

(4329

S0Td
ZOIN

861
L6A

v6%
€61

06A

98d

¥8a
£8D

L0cH

S02S
70TL

DNA-DIRECTED RNA POLYMERASES I, II, AND III 27 KDA POLYPEP-

T0Ts

e Molecule 8

TIDE

5%

53%

42%

Chain Q

O

R LDWIDE
PROTEIN DATA BANK

W



2JAT

wwPDB X-ray Structure Validation Summary Report

Page 18

SLH

0LS

L93

z9v
190

8GN
LS

SaY

€4d

6%S
8%

9%k
SPy
44l

[42£

6€T

LET
9€d
SEA

TeL
0€I
624
8TA

Ela

€A
TTH

0zx

0STA

8¥1d
LYTH

SPIL

(47478

0911

LETH

L1TL

(4225

S0T4d

96TA
S6TA

3

T6TY

681D

L8TA
98711

281d

081Y
6L1h
8LTI
LLTY
9LTd
SLTT
BLID

TLIN
0471

DNA-DIRECTED RNA POLYMERASES I, II, AND III 23 KDA POLYPEP-

89TA
L97d

v9T1
€973

T9TH
0913
6910d
8GT1S
LSTS
9811
GSTYH
$91I
€STH

e Molecule 9

TIDE

44%

6%

33%

17%

Chain F:

49411

€9TA

TSTT

6%12

DNA-DIRECTED RNA POLYMERASES I, II, AND III 23 KDA POLYPEP-

LY1S

vv1a

o¥v1a

e Molecule 9

TIDE

44%

6%

32%

18%

Chain R

STT1
¥TrE

CTIH

6TTH
8TT1

9T1d

hA9%°S
€11D
[43%

0T1d
60TA
80T4d

YOTIN
E0TH
ToTSs
T0TI

96L
96D
61
€61

o O =
© © o
II>- g II“II

98L
S8
78k

8L

8.Lb
LLa
L)
S.d
YLI

oLd
691

9971

€9TA

3

6%13

LY1S

vv1a

*

DNA-DIRECTED RNA POLYMERASE II 19KDA POLYPEPTIDE

o¥v1a
6€Td
8ETT

9ETYH
SETY
eI

TETd
0E€TI

e Molecule 10

8TTH

5% -«

55%

39%

©
—
[

Chain G

S9a

€9d
291

09y
6GD

180
961

4}

TSA

6971

©
g
>

9%1
SPI
{428

Thd
52
0%
6EL
8€D

fetotcy
YEA

0€1
62

Leyd

©
N
-

[t}
N
B

918
S1d
YTH

*

OTN
61

L1
9a

29
€4

8ETL

T€T0

8C1d
LT1d
9TIN
STIs

CTIN
TCTd

6111

LTTh
911d

A%
E€TTH

TTIL
0TTA
6074

LOTY
90TH
S0Td

€0TA
coth
TOTA

664

T6A
T6A

3

L8A

G683

284
18d

6.4
8LA
LLA
9LY

€L

TLN
0.4

L9S
999D

TLII

8971

S97H

€971
2918
91D
0971

9418

€GTh

TSTI

A%,
SPTA
441
€911

WIS
(0458

O

R LDWIDE
PROTEIN DATA BANK

W



2JAT

wwPDB X-ray Structure Validation Summary Report

Page 19

e Molecule 10: DNA-DIRECTED RNA POLYMERASE IT 19KDA POLYPEPTIDE

%

Chain S: .

8%

51%

40%

671

SPTA
441
€911

(07455

8ETL

€€1S
TETS
€70

8¢1d
Lg1d
9TIN
gcis

TN
TCrd
0TTL
6111
811a
LTTD
911d

P11
€1TH
(4354
TIIL
OTTA

LOTY
90TH
S0Td

664

T

T6A

T

S84

€81
284
18d

6.4

LY

e Molecule 11: DNA-DIRECTED RNA POLYMERASES I, 11, AND III 14.5 KDA POLYPEP-

TIDE

€L

0.4

89V

TLTI

® €971

1919

68TV

G418

€ST0
1STI
087D
671D

ovTH

4%

Chain H: .

8%

12%

49%

32%

@ 6EIN
8€TH

SETT
PEIN

LTTH
ogTa
STT1
jZ4%)
€CTH
(449}

0ZTH

T6d

0 ~ 2
© © @
S < P}

£8h

9LL

AT S
ShT1Y
442}

® 2T¥i1

e Molecule 11: DNA-DIRECTED RNA POLYMERASES I, II, AND III 14.5 KDA POLYPEP-

TIDE

%

Chain T: i

8%

11%

51%

30%

991

€97

198
09y

8GL
LSA
98L
S4T

£5a
[4:1}

670

PAZS
97T

EYN

071

PEIN

T6a
16d

68T

L84

§8D

€80

o
@
~

8.S
LLY

el
{4499

e Molecule 12: DNA-DIRECTED RNA POLYMERASE IT SUBUNIT 9

[474%)

6ETN
8€TH

SETT

%

Chain I: .

« 5%

14%

44%

Ll

34%

e
~
©

o
©
%

L9L
99d

€99

190
09b

8GA

99Y
SSL
9T

2SI
TSN
0SL

Th'1

0%S

711

o - oM
oo
o=E=E=

d'..h
% (3]

o
|2

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 2JA7

Page 20

3

LTTY

STTY
231

T118
TITL

6071

S0T8
7071
€070

0074

864
L6

S6L

DNA-DIRECTED RNA POLYMERASE II SUBUNIT 9

€641
[4a

68h

480

78A

283

e Molecule 12:

%

Chain U: i

5%

13%

48%

31%

8GA

98y
GSL
92

TSI
TGN
0SL

Ll

428

Ty

0%S

CIN

~
[

vd

L

LTTY

ST
j231))

2118
TTIL

6071

g018
Y011
€010

0074

86A
L6W

G6L

€61
64

680

180

v8A

[4:8

LY

e Molecule 13: DNA-DIRECTED RNA POLYMERASES I/II/1II SUBUNIT 10

%

23%

47%

21%

%

Chain J:

S9d

€9%

191
094

LST
961

vaA
€GH
[4:%

08I
671

ALY

0
=4
(>

£7Y

91

6€T

9€T
SevY
YEL

1€Q
0€T

ST

TN

8TH

91a

€TA
(425

01D

[
7!

) 0
= =

-
=

e Molecule 13: DNA-DIRECTED RNA POLYMERASES I/II/TIT SUBUNIT 10

7%

DO = NMmH
4 0 10w v W
SHABE>

21%

53%

«® 0
Il i)
= |

17%

%

Chain V:

© N~ o O
0 100 D ©
HoHE X

L9Y

i)

£7Y

91

6€T

LES

1€Q

=
™
|

E€TA

© o
[T

0
=

™
=

® g9d

e Molecule 14: DNA-DIRECTED RNA POLYMERASE II 13.6 KDA POLYPEPTIDE

€98
(4L

« 5%

13%

48%

33%

©
-
i

2%

Chain K: u

0
©
=

€9
(4228

09y
63V
894
9GA
2t

{40

081
673

9%I
SP1
PPN

(448
Tl
0YH

8€d
LEN

©
o
1

S€d

10
o
=1

€€I
CEA
T€A

-
o
O

6CN
9Ty
STl
jz4d

121

611

9Td

+

(4%

61

{4

e 7111

e Molecule 14: DNA-DIRECTED RNA POLYMERASE II 13.6 KDA POLYPEPTIDE

60TM

P0IN

T0T1

Sy
)
1

6N

~ @
© ©
| =

g8a
w83

8LL
LLL
9.Lb

w4
ELT

-
~
[

69Y

~ ©
© ©
[T

2%

Chain W: o

« 5%

13%

43%

38%

99d
S9H

€9

09y
63Y
8Gd

98A
98
At

2SN

672

9%I
ST
PN

R LDWIDE

[448
TPl

LEA

Se€d

€eI
CEA
TEA

9Ty
SclL
yea

121

611

©
—
7

©
—
m

| ]
10 «© ) -
ax =] ]

o
=

w_ 0

PROTEIN DATA BANK



Page 21 wwPDB X-ray Structure Validation Summary Report 2JA7

- © ﬂ_« ln-
~ NN O ©EWooonNon O
(% o Q=g

e Molecule 15: DNA-DIRECTED RNA POLYMERASES I, I, AND IIT 7.7 KDA POLYPEP-
TIDE

H109
L114 .

N~ ©
© ©
[

469
73]
R74
T77

%
Chain L: 17% 40% 7% - 34%

— ™ =)
© © ©
3] = <

e Molecule 15: DNA-DIRECTED RNA POLYMERASES I, II, AND III 7.7 KDA POLYPEP-
TIDE

. ——
Chain X: 20% 36% % . 34%

R63
A69



Page 22

wwPDB X-ray Structure Validation Summary Report

2JAT

4 Data and refinement statistics (i)

Property Value Source
Space group Cc121 Depositor
Cell constants 394.36A 221.86A 283.11A .
Depositor
a, b, c, a, B,y 90.00° 90.56° 90.00°
. 50.00 — 3.80 Depositor
Resolution (4) 4896 — 3.80 EDS
% Data completeness 98.1 (50.00-3.80) Depositor
(in resolution range) 96.7 (48.96-3.80) EDS
Rinerge 0.10 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.76 (at 3.77A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.257 , 0.275 Depositor
» Hhfree 0.216 , 0.229 DCC
Rfree test set 9042 reflections (1.95%) wwPDB-VP
Wilson B-factor (A?) 116.2 Xtriage
Anisotropy 0.457 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.27 , 51.3 EDS
L-test for twinning” <|L| > =045, < L? > =10.28 Xtriage
0.024 for -1/2%h-3/2%k,-1/2%h+1/2%k -]
0.024 for -1/2%h+3/2%k,1/2%h+1/2%k -]
Estimated twinning fraction 0.024 for 1/2*h-3/2%k,-1/2*h-1/2%*k,-1 Xtriage
0.020 for 1/2%h+3/2%k,1/2%h-1/2%k -1
0.308 for -h,-k,1
F,,F. correlation 0.92 EDS
Total number of atoms 63924 wwPDB-VP
Average B, all atoms (A?) 104.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.93% of the height of the origin peak. No significant pseudotranslation is detected.

Tntensities 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.

WO RLDWIDE

PROTEIN DATA BANK
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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: MG,

7N, BRU, TT

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 1 1.37 0/158 157 | 3/242 (1.2%)
1 1 1.35 0/158 158 | 3,242 (1.2%)
2 2 147 | 1/357 (0.3%) | 1.42 | 3/544 (0.6%)
) 5 1.46 | 1/357 (0.3%) | 1.40 | 4/544 (0.7%)
3 3 155 | 4/237 (LT%) | 2.20 | 8/368 (2.2%)
3 6 159 | 4/237 (1.7%) | 2.10 | 8/368 (2.2%)
4 A 0.48 0/11385 0.73 2/15393 (0.0%)
4 M 0.48 0/11385 0.73 2/15393 (0.0%)
5 B 0.47 0,/9037 0.70 | 3/12181 (0.0%)
5 N 0.46 0/9037 0.70 | 2/12181 (0.0%)
6 C 0.48 0/2138 0.71 0/2896
6 O 0.50 0/2138 0.71 0/2896
7 D 0.44 0/1437 0.67 0/1925
7 P 0.46 0/1437 0.68 0/1925
8 E 0.43 0/1788 0.63 0/2406
8 Q 0.43 0/1788 0.63 0/2406
9 F 0.55 0/716 0.77 0/964
9 R 0.55 0/716 0.75 0/964

10 G 0.52 0/1368 0.74 0/1844

10 S 0.52 0/1368 0.74 0/1844

11 H 0.40 0/1102 0.65 0/1492

11 T 0.40 0/1102 0.65 0/1492

12 I 0.39 0/962 0.69 0/1295

12 U 0.41 0/962 0.69 0/1295

13 J 0.49 0/541 0.77 0/727

3| Vv 0.52 0/541 0.79 | 1/727 (0.1%)
14 K 0.92 | 6/937 (0.6%) | 1.00 | 11/1265 (0.9%)
14 | W | 093 | 6/937 (0.6%) | 0.99 | 11/1265 (0.9%)
15 L 0.43 0,/366 0.71 0,/485

15 X 0.45 0/366 0.72 0/485

Al | ANl | 053 | 22/65058 (0.0%) | 0.76 | 61/88054 (0.1%)
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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 2 0 2
2 5 0 1
) B 0 1
) N 0 1
All All 0 5

The worst 5 of 22 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
14 W 112 | GLN | CA-C | 10.22 1.79 1.52
14 K 112 | GLN | CA-C | 10.06 1.79 1.52
14 W 113 | THR | N-CA | 9.11 1.64 1.46
14 K 113 | THR | N-CA | 9.06 1.64 1.46
14 W 112 | GLN | N-CA | 8.71 1.63 1.46

The worst 5 of 61 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
3 3 2 C OP2-P-03" | -22.50 55.69 105.20
3 3 3 G 05-P-OP2 | 22.31 137.47 110.70
3 6 3 G 05-P-OP2 | 21.67 136.70 110.70
3 6 2 C OP2-P-O3" | -20.00 61.20 105.20
14 W 113 | THR N-CA-C 9.88 137.68 111.00

There are no chirality outliers.

All (5) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 2 20 DC | Sidechain
2 2 26 DC | Sidechain
2 5 20 DC | Sidechain
5 B 486 | TYR | Sidechain
5 N 486 | TYR | Sidechain
&
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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 1 141 0 81 11 0
1 4 141 0 81 12 0
2 2 380 0 218 36 0
2 5 380 0 218 33 0
3 3 212 0 110 14 0
3 6 212 0 110 10 0
4 A 11186 0 11266 1277 0
4 M 11186 0 11266 1263 0
d B 8866 0 8898 968 0
3 N 8866 0 8898 1006 0
6 C 2101 0 2055 256 0
6 O 2101 0 2055 237 0
7 D 1427 0 1451 142 0
7 P 1427 0 1451 144 0
8 B 1752 0 1776 131 0
8 Q 1752 0 1776 124 0
9 F 705 0 730 82 0
9 R 705 0 730 80 0
10 G 1340 0 1357 154 0
10 S 1340 0 1357 164 0
11 H 1084 0 1057 122 0
11 T 1084 0 1057 122 0
12 I 944 0 899 112 0
12 U 944 0 899 113 0
13 J 532 0 542 98 0
13 \Y 532 0 042 110 0
14 K 919 0 929 113 0
14 W 919 0 929 99 0
15 L 364 0 386 41 0
15 X 364 0 386 41 0
16 A 1 0 0 0 0
16 M 1 0 0 0 0
17 A 2 0 0 0 0
17 B 1 0 0 0 0
17 C 1 0 0 0 0
17 I 2 0 0 0 0
17 J 1 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
17 L 1 0 0 0 0
17 M 2 0 0 0 0
17 N 1 0 0 0 0
17 O 1 0 0 0 0
17 U 2 0 0 0 0
17 A% 1 0 0 0 0
17 X 1 0 0 0 0
All All 63924 0 63510 6519 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 51.

The worst 5 of 6519 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)
14:W:112:GLN:CB | 14:W:112:GLN:CG 1.76 1.59
14:K:112:GLN:CB | 14:K:112:GLN:CG 1.75 1.56
14:K:112:GLN:CA 14:K:112:GLN:C 1.79 1.49
14:W:112:GLN:C 14:W:112:GLN:CA 1.79 1.47
4:A:855:THR:HG21 | 4:A:857:ARG:HE 1.09 1.18

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone ()

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
4 A | 1410/1733 (81%) | 968 (69%) | 288 (20%) | 154 (11%) EIE |
4 M | 1410/1733 (81%) | 964 (68%) | 291 (21%) | 155 (11%) EIE
5 B | 1096/1224 (90%) | 762 (70%) | 222 (20%) | 112 (10%) mlm
5 N [ 1096/1224 (90%) | 765 (70%) | 217 (20%) | 114 (10%) 0]19]

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
6 C 264/318 (83%) 172 (65%) 64 (24%) 28 (11%) |
6 O 264/318 (83%) 171 (65%) 63 (24%) 30 (11%)
7 D 173/221 (78%) 125 (72%) 27 (16%) 21 (12%)
7 P 173/221 (78%) 124 (72%) 32 (18%) 17 (10%)
8 E 212/215 (99%) 155 (73%) 42 (20%) 15 (7%)
8 Q 212/215 (99%) 156 (74%) 42 (20%) 14 (7%)
9 F 84 /155 (54%) 67 (80%) 11 (13%) 6 (7%)
9 R 84 /155 (54%) 67 (80%) 12 (14%) 5 (6%)
10 G 169/171 (99%) 125 (74%) 37 (22%) 7 (4%)
10 S 169/171 (99%) 132 (78%) 28 (17%) 9 (5%)
11 H 131/146 (90%) 87 (66%) 27 (21%) 17 (13%)
11 T 131/146 (90%) 83 (63%) 30 (23%) 18 (14%)
12 I 114/122 (93%) 83 (73%) 19 (17%) 12 (10%)
12 U 114/122 (93%) 81 (71%) 22 (19%) 11 (10%)
13 J 63/70 (90%) 35 (56%) 14 (22%) 14 (22%)
13 \Y% 63/70 (90%) 36 (57%) 15 (24%) 12 (19%)
14 K 112/120 (93%) 86 (77%) 14 (12%) 12 (11%)
14 W 112/120 (93%) 86 (77%) 17 (15%) 9 (8%)
15 L 44/70 (63%) 16 (36%) 21 (48%) 7 (16%)
15 X 44 /70 (63%) 17 (39%) 19 (43%) 8 (18%)
All All 7744/9130 (85%) | 5363 (69%) | 1574 (20%) | 807 (10%)

5 of 807 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
4 A 44 THR
4 A 48 ALA
4 A 57 ARG
4 A 62 ASP
4 A 65 LEU

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
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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

4 A | 1244/1520 (82%) | 1138 (92%) | 106 (8%)

4 M | 1244/1520 (82%) | 1142 (92%) | 102 (8%)

5 B 967/1061 (91%) | 888 (92%) | 79 (8%)

5 N 967/1061 (91%) | 886 (92%) | 81 (8%)

6 C 235/274 (86%) | 216 (92%) | 19 (8%)

6 o) 235/274 (86%) | 215 (92%) | 20 (8%)

7 D 159/200 (80%) | 136 (86%) | 23 (14%)

7 P 159/200 (80%) | 138 (87%) | 21 (13%)

8 E 196/197 (100%) | 191 (97%) | 5 (3%)

8 Q 196/197 (100%) | 191 (97%) | 5 (3%) 46 69
9 F 77/137 (56%) 63 (88%) | 9 (12%) 27
9 R 77/137 (56%) 69 (90%) | 8 (10%) 30
10 G 152/152 (100%) | 141 (93%) | 11 (7%) 14 45
10 S 152/152 (100%) | 140 (92%) | 12 (8%) | |12 42
11 H 119/128 (93%) | 112 (94%) | 7 (6%) 19 51
11 T 119/128 (93%) | 112 (94%) | 7 (6%)

12 I 110/116 (95%) | 96 (87%) | 14 (13%)

12 U 110/116 (95%) | 95 (86%) | 15 (14%)

13 J 60/65 (92%) 53 (88%) | 7 (12%)

13 v 60,65 (92%) 54 (90%) | 6 (10%)

14 K 99/102 (97%) 89 (90%) | 10 (10%)

14 % 99/102 (97%) 88 (89%) | 11 (11%) | |6/

15 L 40/57 (70%) 36 (90%) | 4 (10%)

15 X 40/57 (70%) 36 (90%) | 4 (10%)

All | All | 6916/8018 (86%) | 6330 (92%) | 586 (8%)

5 of 586 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
12 I 78 CYS
4 M 470 LEU

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

Mol | Chain | Res | Type
10 S 126 ASN
12 I 110 PHE
4 M 37 PHE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 149 such
sidechains are listed below:

Mol | Chain | Res | Type
12 I 60 GLN
4 M 631 HIS
8 Q 147 HIS
13 J 64 ASN
4 M 68 GLN

5.3.3 RNA (D

Mol | Chain | Analysed | Backbone Outliers | Pucker Outliers
3 3 9/11 (81%) 1 (11%) 0
3 6 9/11 (81%) 1 (11%) 0

All All 18/22 (81%) 2 (11%) 0

All (2) RNA backbone outliers are listed below:

Mol | Chain | Res | Type
3 3 3 G
3 6 3 G

There are no RNA pucker outliers to report.

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

4 non-standard protein/DNA /RNA residues are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).
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Mol | Type | Chain | Res | Link Count?onlgl\/llgggt:jﬂ > 2 CountsBoliLll(\i/[Sa;glj;Z] > 2
2 BRU 5 22 3,2 | 15,21,22 | 1.87 | 3(20%) | 17,30,33 | 4.29 6 (35%)
2 BRU 2 22 3,2 [15,21,22 | 1.74 3 (20%) | 17,30,33 | 4.18 5 (29%)
2 TT 2 18 2 40,43,44 | 4.61 8 (20%) | 59,69,72 | 2.09 12 (20%)
2 TT 5 18 2 40,43,44 | 4.60 7 (17%) | 59,69,72 | 2.09 13 (22%)

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.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
2 BRU 5 22 3,2 - 2/4/21/22 0/2/2/2
2 BRU 2 22 3,2 - 2/4/21/22 0/2/2/2
2 TT 2 18 2 - 10/18/105/106 | 0/5/6/6
2 TT 5 18 2 - 10/18/105/106 | 0/5/6/6
The worst 5 of 21 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 5 18 T C5-C6 | -20.59 1.31 1.55
2 2 18 TT C5-C6 | -20.44 1.31 1.55
2 2 18 TT | C5T-C6T | -19.00 1.33 1.55
2 5 18 TT | C5T-C6T | -18.67 1.33 1.55
2 5 22 | BRU C4-Cb 5.39 1.45 1.38
The worst 5 of 36 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(°)
2 5 22 | BRU | C4-N3-C2 | 14.83 127.66 115.14
2 2 22 | BRU | C4-N3-C2 | 14.74 127.59 115.14
2 5 18 T | C5T-C5-C6 | 7.53 97.75 88.38
2 5 22 | BRU | C5-C4-N3 | -7.21 115.01 123.64
2 2 22 | BRU | C5-C4-N3 | -7.12 115.11 123.64

There are no chirality outliers.

5 of 24 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
2 2 18 TT | O4R-C4R-C5R-O5R
2 2 18 TT | C3R-C4R-C5R-O5R

Continued on next page...
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Mol | Chain | Res | Type Atoms

5 18 TT | C3R-C4R-C5R-O5R
5 18 TT | O4R-C4R-C5R-O5R
2 18 TT 04’-C4’-C5’-0%’

DO DO DN

There are no ring outliers.

4 monomers are involved in 15 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 5 22 | BRU 3 0
2 2 22 | BRU 4 0
2 2 18 TT 4 0
2 5 18 TT 4 0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 18 ligands modelled in this entry, 18 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:


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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Mol | Chain | Number of breaks
5 B 2
5 N 2
6 C 1
4 A 1
2 5 1
6 O 1
2 2 1
9 R 1
9 F 1
4 M 1

The worst 5 of 12 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 D 18:TT 03 20:DC P 7.05
1 2 18:TT 03 20:DC P 7.02
1 O 2:SER C 3:GLU N 4.13
1 C 2:SER C 3:GLU N 4.09
1 B 18:PHE C 19:GLU N 3.79
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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 1 7/14 (50%) -0.74 123, 130, 149, 149 | 0
1 4 7/14 (50%) -0.68 120, 128, 147, 148 | 0
2 2 16/25 (64%) -0.67 84, 130, 151, 155 0
2 5 16/25 (64%) -0.57 87,132, 150, 153 | 0
3 3 10/11 (90%) -0.48 95, 100, 152, 155 0
3 6 10/11 (90%) -0.44 95, 102, 153, 156 | 0
4 A 1421/1733 (81%) -0.09 22, 88, 163, 200 0
4 M 1421/1733 (81%) -0.07 20, 88, 163, 200 0
5 B | 1115/1224 (91%) |  -0.04 24, 101, 175, 200 0
d N 1115/1224 (91%) -0.03 23, 101, 174, 200 0
6 C 267/318 (83%) -0.14 49, 88, 147, 173 0
6 O 267/318 (83%) -0.07 02, 87, 148, 170 0
7 D 177/221 (80%) -0.06 72,121, 166, 183 0
7 P 177/221 (80%) -0.06 71, 124, 166, 182 0
8 B 214/215 (99%) -0.15 60, 145, 193, 197 0
8 Q 214/215 (99%) -0.14 58, 145, 194, 197 | 0
9 F 87/155 (56%) -0.07 31, 62, 108, 140 0
9 R 87/155 (56%) -0.05 31, 63, 109, 138 0
10 | G | 171/171 (100%) | -0.10 64, 91, 136, 146 0
10 S 171/171 (100%) -0.07 65, 93, 136, 143 0
11 H 135/146 (92%) -0.03 101, 145, 182, 192 | 0
11 T 135/146 (92%) 0.00 99, 146, 181, 191 0
12 I 116/122 (95%) -0.10 82, 139, 170, 195 0
12 | U 116/122 (95%) -0.14 81,138, 170,194 | 0

Continued on next page...
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The worst 5 of 51 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
14 K 114 | LEU 8.6
14 K 113 | THR 8.0
14 W 114 | LEU 6.6
14 W 113 | THR 6.2
4 M 1092 | LYS 5.7

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 J 65/70 (92%) -0.14 1 (1%) 73 66 52, 83, 128, 133 0
13 V 65/70 (92%) -0.10 1(1%) 73 66 | 46,81, 130, 136 0
14 K 114/120 (95%) -0.00 2 (1%) 68 61 48, 92, 120, 170 0
14 % 114/120 (95%) -0.05 2 (1%) 68 61 47, 92, 118, 167 0
15 L 46,/70 (65%) 0.06 1(2%) 62 54 | 86, 155, 179, 186 0
15 X 46/70 (65%) 0.06 0 f100 ]| 100 84, 156, 179, 185 0
All | ALl | 7922/9230 (85%) -0.07 51 (0%) ml 20, 99, 173, 200 0

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

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. 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
2 | BRU | 2 52 | 20/21 | 090 | 0.17 | 69,76,80,34 0
2 | BRU | 5 92 | 20/21 | 092 | 0.14 | 77,84,87,89 0
2 | TT ) 18 | 38/39 | 0.94 | 0.21 | 93,106,123,125 | 0
2 TT 5 18 38/39 0.94 0.16 | 95,108,126,127 0

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,
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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
17 ZN I 2457 1/1 0.97 0.24 | 199,199,199,199 0
17 ZN B 2457 1/1 0.97 0.28 93,53,53,53 0
17 ZN M 2457 1/1 0.98 0.27 87,87,87,87 0
17 ZN X 2457 1/1 0.98 0.25 | 120,120,120,120 0
17 ZN U 2458 1/1 0.98 0.19 | 178,178,178,178 0
17 ZN L 2457 1/1 0.98 0.24 | 116,116,116,116 0
17 ZN J 2457 1/1 0.99 0.25 70,70,70,70 0
16 MG A 2457 1/1 0.99 0.19 50,50,50,50 0
17 ZN I 2458 1/1 0.99 0.29 94,94,94,94 0
17 ZN V 2457 1/1 0.99 0.24 67,67,67,67 0
17 | ZN M (2458 | 1/1 | 099 | 024 | 51,51,50,51 0
16 | MG | M | 2459 | 1/1 | 099 | 024 | 34,34,34,34 0
17 ZN C 2457 1/1 0.99 0.30 48,48,48,48 0
17 ZN U 2457 1/1 0.99 0.30 91,91,91,91 0
17 ZN O 2457 1/1 0.99 0.30 39,39,39,39 0
17 ZN A 2471 1/1 0.99 0.24 90,90,90,90 0
17 7ZN A 2472 1/1 1.00 0.22 52,52,52,52 0
17 | ZN N 2457 | 1/1 | 1.00 | 0.28 | 54,54,54,54 0

6.5 Other polymers (i)

There are no such residues in this entry.
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