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PDBID : 205J
Title : Crystal structure of the T. thermophilus RNAP polymerase elongation com-
plex with the NTP substrate analog
Authors : Vassylyev, D.G.; Vassylyeva, M.N.
Deposited on  :  2006-12-06
Resolution : 3.00 A(reported)

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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

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

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

MolProbity : 4.02b-467
Mogul : 1.8.5 (274361), CSD asb41be (2020)

Xtriage (Phenix) : 1.13
EDS : 235
buster-report : 1.1.7 (2018)
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) : 2.35
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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 3.00 A.

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

Metric Percentile Ranks Value
Rfrec I [r— o252
Clashscore - 6|
Ramachandran outliers 0 N 4 .3%
Sidechain outliers N 23.1%

RSRZ outliers IS 0.4%
RNA backbone I 0.06
Worse Better
B Percentile relative to all X-ray structures
[I Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 130704 2092 (3.00-3.00)
Clashscore 141614 2416 (3.00-3.00)
Ramachandran outliers 138981 2333 (3.00-3.00)
Sidechain outliers 138945 2336 (3.00-3.00)
RSRZ outliers 127900 1990 (3.00-3.00)
RNA backbone 3102 1173 (3.30-2.70)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% The upper red bar (where present) indicates the fraction of residues
that have poor fit to the electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 G 23 % 57% 22% -
1 X 23 1% 61% 13% %
2 H 16 19% 81%
2 Y 16 31% 69%

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

Mol | Chain | Length Quality of chain
I —

3 I 14 21% 64% 7% 7%
3 7 14 29% 64% 7%
4 A 315 21% 42% 10% 27%

%
4 B 315 22% 40% 11% 27%
4 K 315 23% 42% 8% 27%
4 L 315 18% 42% 13% 27%
5 C 1119 23% 57% 19%

;A,
5 M 1119 23% 58% 18%
6 D 1524 21% 47% 14% 17%
6 N 1524 22% 47% 17%
7 E 99 22% 49% 23%
7 O 99 20% 59% 16%
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2 Entry composition (i)

There are 11 unique types of molecules in this entry. The entry contains 51213 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(P*CP*CP*CP*TP*GP*TP*CP*TP*GP*GP*CP*
GP*TP*TP*CP*GP*CP*GP*CP*GP*CP*CP*G)-3’.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 G 23 467 220 80 144 23 0 0 0
Total C N O P
1 X 23 467 220 80 144 23 0 0 0

e Molecule 2 is a RNA chain called 5-R(P*GP*AP*GP*UP*CP*UP*GP*CP*GP*GP*CP*
GP*CP*GP*CP*G)-3’.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
2 H 16 347 153 64 114 16 0 0 0
Total C N O P
2 Y 16 347 153 64 114 16 0 0 0

e Molecule 3 is a DNA chain called 5’-D(*AP*AP*CP*GP*CP*CP*AP*GP*AP*CP*AP*G

P*GP*G)-3".

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
st 8 s 0 | 0 |0
sz 8 om0 | 0 |0

e Molecule 4 is a protein called DNA-directed RNA polymerase alpha chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 A 229 113(6)6251 11C53 31113 3(??7 g 0 0 0
1 B 229 1112821 11053 31113 327 g 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 K 229 1806 1153 313 337 3 0 0 0
Total C N O S
4 L 229 1806 1153 313 337 3 0 0 0
e Molecule 5 is a protein called DNA-directed RNA polymerase beta chain.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g ¢ 119 8829 5581 1577 1647 24 0 0 0
Total C N O S
g M 1119 8829 5581 1577 1647 24 0 0 0
e Molecule 6 is a protein called DNA-directed RNA polymerase beta’ chain.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
0 b 1264 9960 6302 1773 1852 33 0 0 0
Total C N O S
0 N 1264 9960 6302 1773 1852 33 0 0 0
e Molecule 7 is a protein called DNA-directed RNA polymerase omega chain.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
T E % 770 491 133 142 4 0 0
Total C N O S
T 0 % 770 491 133 142 4 0 0

e Molecule 8 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
8 D 2 9 9 0 0
Total Zn
8 N 2 5 9 0 0

e Molecule 9 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
9 D 2 5 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
9 N 2 9 9 0 0

e Molecule 10 is DIPHOSPHOMETHYLPHOSPHONIC ACID ADENOSYL ESTER (three-

letter code: APC) (formula: C11H18N5012P3).

APC
N,
: \ oH
L
“Ho
P
o (o799
\P,DH
97 o on
<P
" g
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
10 D 1 31 11 5 12 3 0 0
Total C N O P
10 N 1 31 11 5 12 3 0 0
e Molecule 11 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
1! G 32 Tgt;l ??2 0 0
11| H 37 ngal :?7 0 0
11 I 22 Tgt;l 202 0 0
11 X 43 ngal 403 0 0
11 Y 30 ngal ?% 0 0
11 Z 30 ngal ?% 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
1| A 106 1;0521 1(36 0 0
11| B 82 T‘;;al 802 0 0
1| c 482 1};51 422 0 0
1n | D 506 TSOOtgl 5(36 0 0
1| E 60 ngal (% 0 0
11 K 86 ngal 8% 0 0
11 L 104 Tiootjl 18 ] 0 0
11 M 483 Tf;;l 423 0 0
11 N 491 ngtfl 481 0 0
11 0 39 Tgtgal ?% 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
electron density. Residues are color-coded according to the number of geometric quality criteria
for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more.
A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2
or more consecutive residues without any outlier are shown as a green connector. Residues present
in the sample, but not in the model, are shown in grey.

o Molecule 1: 5-D(P*CP*CP*CP*TP*GP*TP*CP*TP*GP*GP*CP*GP*TP*TP*CP*GP*CP*
GP*CP*GP*CP*CP*G)-3’

. I
Chain G: 17% 57% 22% -

e Molecule 1: 5-D(P*CP*CP*CP*TP*GP*TP*CP*TP*GP*GP*CP*GP*TP*TP*CP*GP*CP*
GP*CP*GP*CP*CP*G)-3'

. I
Chain X: 17% 61% 13% 9%

e Molecule 2: 5’-R(P*GP*AP*GP*UP*CP*UP*GP*CP*GP*GP*CP*GP*CP*GP*CP*G)-3
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e Molecule 3: 5-D(*AP*AP*CP*GP*CP*CP*AP*GP*AP*CP*AP*GP*GP*G)-3’
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e Molecule 3: 5-D(*AP*AP*CP*GP*CP*CP*AP*GP*AP*CP*AP*GP*GP*G)-3

C11
G13
G14

WORLDWIDE

PROTEIN DATA BANK


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

wwPDB X-ray Structure Validation Summary Report 205J

Page 9

7%

64%

29%

Chain Z

oty

M S W © © o
<O YO < O

111

DNA-directed RNA polymerase alpha cha

e Molecule 4

27%

10%

42%

21%

Chain A

6ETN

1

€ETT
CETT
TETL
0ETY

8CTH

S2¢Td

YCIN

Terd
0ZTA

81TV
LITA

7114
€11Q

13244
OTTX

80T
LOTH

y0Td

661
86L

€6S

T6N

98A

v.La
€.d

T8TA

6LT4
8L1V
LLTA

SLT4

€L1d

TLT4
0LTA
69TV

991d
S9TI

€9TN

1914

651X
8STI

9STH

ve1d
€8TV
2s1d
TSTA
0STA
671D
8¥IA

EiAx:S

YA

8¢td
prad s
9zes
Seged
/488
€Tl
eee1
T¢CH
0zed

L7121

STCA

(J24 4
6023
80271
,02d

S02A

1

DNA-directed RNA polymerase alpha cha

e Molecule 4

27%

11%

40%

22%

%

Chain B
Isza

TOA
09a
6Sd

LSA
9GA

751

{4 4
8L
05D
6%d

S71

S

|
€eTT
CETT

L2171

YTIN
E€TTH
(4458

0ZTA
611d

LTTA

A%S

TV
OTTA

L0TH

€0TY
[405)
TOTT
00TT

~ o
o @
IIII:> IIb_l

<
[
—

© N~ 0 ®
© © 0 D
== m; 0w

84
€83
281

081
6.1
8LI
L3

SLA
vLa
€L3

94

20za

00zM
66TI
8674

Y61
€6Ta

T61Q

6814

181D
9811

T8TA

LLTA
9,74

TLIA
€LTd

TLT4
0LTA
69TV

991d
S9T1

[4°)58
1914
091a

8STI
LSTD

Seecd
j4448

(4445

612H
8121
1121

gTeA
Yiey

[A%4\
11271

6024
80TT
L02d

SozA

1n

DNA-directed RNA polymerase alpha cha

e Molecule 4

27%

8%

42%

~
]
A

23%

Chain K

TOA

653

LSA
9GA

751

{4 4

3

LYS

91
55728
e
gt

6ed
8EN

R LDWIDE

YEA

— o
M o
O

o o
N @
[S-]

[ IS Te]
NN
[E=

=
N
(&

©
—
~

9Th

2%

)
-
=

(42"

o
-
=

N oM © N~

O

PROTEIN DATA BANK

W



205J

wwPDB X-ray Structure Validation Summary Report

Page 10

€eTd

TETL
0ETV

i

9¢1d

YZIN

Terd
0ZTA
611d

LTTA

STTT
Y14

(494
11TV

60TA
80Td
LOTH

TOTT
00TT
661

961

®
[}
w

081

8614

9611

1610

8LTY
LLTA
9L74

PLTA
€L1d

LOTA

SOTI
vo1V
E9TN

1974

6GTY
8STI

9GTH

6zch
8¢cd

92TS

14498
€ecl
(4445

0zzd

L1281

9124
STCA

€120

S0z
¥ozs

T0CTL
0oozM
66TI

111

DNA-directed RNA polymerase alpha cha

e Molecule 4

27%

~
0
B <

13%

42%

=
j2)
Iz

18%

Chain L

94
€9H

654

LSk
9SA

B\
e
[=

(=3
rs)
o

=]
<
A

S¥1

€VI
(44
154

6€ed
8EN
L€D
9€1

veA
£€9

€D

821
Lzd

4N
€24

0Zk
61d

STL

6d

N M WO ]
I-IQVI&.-II<

€11a
[A9%S
TV
(958
60TA

L0TX
90Td

7013
€0TV
20T
TOT1
00TT

661

L6A

s60
61

zed

€84
281

081
6.1
8.1

9LA
SLA

04D

891
191
99s

S6TT
7611

06TL
6874

S8TY

SLTY
TLIA
€L7d

TL14
0LTA

891a

E€9TN
2911

63T
8GTI
LSTD

SSTI

S0CA

c¢oca
T02L

66TI

L6TT

1n

DNA-directed RNA polymerase beta cha.

e Molecule 5

19%

57%

23%

Chain C

791

29D

6893
85d
AL
9G4

¥SI
€6d
2G4

i
i)

9€d

T€0

0 O O
0 0 O
B>

<+
N
=

€A

]
2]
o

© N~ 0o O
= oA
ID-D-»—‘I[—'I’HI

¥1d

(42

LD
94
Sy

€1

vITd
ETTA

111a
or1d
60T

LOTT
901D
SOTL

COTH
T0TI
0071

660

L6¥
96Y
S64

<
o)
ot |

o
)
=1

984

€80

6.d
8.4
LLd
9.d
ey
LD

TLA

691

©
©
o

©
©
=

26Td

061X

0STd

9YTA
SP1D
¥v1d
Ev1S

TvTH
0%TI

LETA
9ETI

YETY

6211

¥sca
€62V

0G2H

8¥%cd

S%ZH

el
weT

i

Leey
9€TI

[434cs

0E€TH

8¢cV
Leed
92CA
144

geea
[444]

0zed
612h
8TCA

L

45258

[4%4]
11271

602H
802V

vozh
€0za
COTA

0021

L6171

S6T1

$62a
762

c62d
162V

6821

182D

{4143
18C1
082X

8.7

9.LTY

TLTY

042D

992y
S92

€920

R LDWIDE

O

PROTEIN DATA BANK

W



205J

wwPDB X-ray Structure Validation Summary Report

Page 11

1

28I
LLed

vLEN
€LEN
CLET
TLEN

eved
cvea
7€l

8€EH

9EEN

9zed

L

CTEN

L

81ed
LTEA

1S71

67¥I

i

¥¥vd
£YPL
(474745

wevd
E£CHY

12475

ST9d

LO¥Y

L1754
9154
SISV

6L7A
8L¥A

1257

€851

08SK
6.LSA

L,Sd

5250

TLST
0.8d

898V

99GL
5950

€9SN

€¥oN
[a4Ls

0794

LEIT
9€9V

€€9b
TEIN
T€98
09y
6298
8294

6194

L1790

ST9X
7194

CT9A

8099
L09a
909/

709V
€097

T09D

v8sd

0.4

Y0LH

2c0Ls

89.1L
19.d
99,3

79,3

T9.LN
T9L4
0918
6SLL
85,4

GSLT
YSLI

TS8LD
TS.d
0SLY%

LY.LV

SPLI
47Kt
EVLA

Tv.LD

LELT

SeLd
YELT

TELY

STLQ

€TLL
TTLI

0zLa
6T.Ld
8TLD
LILT

€T.4
CTLY

0TLI
60,3
80LX

0e8y
6280
8T8V
LT8A

vz8y
€28A

Teed
0z8y
618A
818D
L18d

G181

E€T8A

T18d
0780

T8LY

6LLD

LLLT

SL.Y

€LLT

TLLd

69.d

688H

1884
98871
G881
7880

2881

6981

L98M

798D

298d
7981
098H
658d

1580

S9S88A
¥58d
€981
2581

0963
656d

1563

3
B

G961

6763

i

Sv6d

€¥6A

ov6d
6€6Y

L2otd
9Z0Th

j£4U%s

2201d

020Td

8T0TH
LT0TL

7101S

CT0Td
TT0TD
OTOT.L
600TS
800TY
LOOTV
900TH
SOOTH

€00TQ

@ T00TA

6.L6L
864

9,60
SL6X
¥.6T
€L6A

6960
8961

9601V
mmmﬂq
16073
0601
680TA
88011
L80TA
980TY

¥801s
€80Td
280Td
T80TA
0807S

8,074

whmﬁ>
CTLOTH
TLOTI

L90TA

€S0T1
CSOTH
15074
0S0TD
67071
8%0T.L

90TV

L

[44ua s
19013

DNA-directed RNA polymerase beta cha:

6E0TY
8EOTM
LEOTA
9€0THd

ve01d

2e0Td

0€0TH

61T1YH

L

STTT1
YIT1D

[433 %

oTTId
60TTA

LOTIN
90T1d

vorTd
€0T1d
COTTT

00TTD
660TA

e Molecule 5

L6011

11

18%

58%

23%

%
B

Chain M

284
TGL

8%d

ia
Svd

€%D
(47
TPN
ova

N~
® 0
(2]

©
™
A,

<
)
=

€ea

o
]
<

62V
82y

9Tk
S¢S

NI
[l
o>

121
(o4c
6T.L
811
L1d

STT

€71
CTA

(0)%:1
61
8y
LD

S

€I
4c

O

R LDWIDE
PROTEIN DATA BANK

W



205J

wwPDB X-ray Structure Validation Summary Report

Page 12

¥Z1a

(44"
TCTH

611d
8TTI

2 %¢
ETTA
(495
Tr1a
orTa
6013
80TI
2071
907D

€0TA
COTH
T0TI

761

160
064
681
881

983

8y
€80
{4

6.d
8.4
LLd
9.d

o0
N
=]

TLA

691

S8TY

9LTA
SLTd
e Y.11

€9TI
2911

09TV

LSTd
9STH

1721

6€C4

SETT

eecd
(434S

0€Ty

€zea
(444

L1271
el Rack

€02a

00271

80€Y
L0€T
® 90€l
S0€d

€0€ed
CTOEA

0oea
66231

962D

1829
9828

782YH

28¢H

9SCA

[ssev |
¥scn
€9CV

SSGEA

v5ed
€5€Y

CGEV

WO~ 0DNO o <
SYSIIITIINY
m>0mHD A 2] A~

cevd
TEVH
0ETA

LTTA
9zva
SThd

STSV

€TSA
[45:tS

0TSV
60SY

1054
90SN

i
SS¥1
7S¥S

2SPI

CGSH

0§91

979D

ZEIN

09y
6294

¥2od
€C9X
[44°k}

6194

ST9X

€794
CToA
1191
0194

809D

SL.4

€LL7T

TLL3

89.L1

99,3

0G.)

j4ZXS

TYLA

(02

LELT

SELY
YeLT

CTELY
TeLd
0€LS
62,71

92LI

1cLe
(kc
6T.Ld

9T.LY

€T.4

1.4

8€8)
L€80
9€8D

6.L.LD

LLLT
9LLS

9881

€889
2881

088
6,84

6960

3

1,964

1

€961
296b
1964

656d
8G6L
L9631

9664

6763
8¥63

E€V6A

Tv6A
ov6d
6£64

{4k

0€6)

8C6)

9z64d

L1671

ST6)
Y161

cred
1764

606Y

L06Q
9064

2061
TO6A

T€0TH
0€0TH

9Z0Th

j£4U%S

220T1D

020Td
6T0TD

STOTT
71078
€T0TA
C107d
TT01D
0T0TL
600TS

LOOTY
900TH

O

R LDWIDE
PROTEIN DATA BANK

W



205J

wwPDB X-ray Structure Validation Summary Report

Page 13

7601V
€60T0

16074
060TY
680TA

L80TA
980TY

¥80TS
£80Td

6.,0Td
8.L0Td
LL0Td
9L0TA
S.01a
v.L013

TLOTI
0L0TI

L90TA
9901V
S90TV
790TN
£90TY4

19017

650Td

LS0TS
950TY

TS0Td
0S0Th
67011
8%0TL
LY0TH
9Y0TV

E€Y0TA

0%0TT
6E0TYV

LEOTA
9€0Td

7e0Td

CEOTA

YITTD

DNA-directed RNA polymerase beta’ cha

[432%
TT1TI
0TTTa
60TTA

LOTTIN
9011d
SOTTH

20111
TOTTL

e Molecule 6

9601V

11

17%

.

14%

47%

21%

Chain D

€CTT
[4q5xs

090
6SV

vou

¢Ssd
T8

SA

€x
[2:4

00TV
66V

v6d
€61
CT6H
16D

3

©
Q
~

o <
0 00
[

T8L

@ o
s ®
'm>

€L0

TN
0D

990
S94
22!

(421

SLTA

€L1d

8STA
pAsiac
95Td

EVIN
[44%9¢
15749}

6ETD

9CTA

L

6874
8874

9874

08%d

8L¥%1
LLYT

SLvA

€LYT

TLvd

89%1
L9%3
99%)

SSPY
isiad
€57

1870

R4S

9FvA

447N

v
07vA

8€VA

9€vd
SEVA
TEVY

CEVA

L1881

8¥%SI

LESL

ALY

TESH

LTSH
92Sd

441

T2sd
0281

81Sd

CISH
TTSM
0153
60Sd

| vesd
€6SN
T6SL

6.5
8.LSA

9,53

29SY

0950
655V

2694

TSLS

Lss
0S.d
6V.LA

LYLN

SYLR

8ELY

9€.L4

veLa
€€LD

T€LT

6CLH

LTid
9CLI
SCLS

80L7T
L0LL
90.d

0,4

S691
7691
€693

18y

1184

608d

08V
9084

7081

68LT

8.7
98L1

18Ld
0831

8L.LT

VLLS

cLLd
TLLS

R LDWIDE

O

PROTEIN DATA BANK

W



205J

wwPDB X-ray Structure Validation Summary Report

Page 14

i

€%84
cv8A
T¥84&
0784

LE8D
9E8A
SE8S

€€84

TE8D

628A
8T8y

Tz8n
0z8d
618D

L7184

6€64
8E6D
LEGA

SE6Y

E£E6Y

TE€6T

6264

92631

jZ49)

1264

6164
816V

ST6A

€160
(A1)
11671

80631
L0632
9060
S06d

€060
2061

0061

968V
S68A

£684

1684
068A

188Y

966M
661

€661
2661

6864

1863
9864

7861

2864

086K

8L6X
LL6Y

S964
7961
€964

0963

L56d

SG6A

€96d
296a

L

0569

8¥6L
LY61

EV6L
v6s

TLOTI
TL0T4
0LOTA
69013
89011

7901

79074

630TS
89074
LS0TA

€90T4

ommﬁo
LY0TH
9%0TD
SYOTI

[4{0xs
T90T1
[

hmmaa
$E0TD
€E0TD
2e0Td
TEOTN

62014

L2019
920Ts

€TOTI

TZOTA
ommﬁq
L1074
910Td
STOTA

11074
o.ﬂmﬁz
LOOTA
9001V

9ETTH

YETTT
€ETTY

0ETTY

8CTTA
L2114

i2411]
€CTT4
(44391
T211d
0CTTA

LITTA

YITTL

T111Q
OTTTV

LOTTA

SOTTI

€0TTH
COTTL

660TA
86011
L60TH

76011

T60TS

6801V

180714
98011

T8071D
080TD

8L0TY

7.L0TS

10210

(433991

T6TTd

68114
88TTA
18T1d
98TTA
S8T1d
8110
€81TI

6.114
8LITY

9LTTH
SLITI
YLITT
€LITT

TLITA

6911d
89TTI
L9718

SOTTA
7o11d

19114
09711

-

veT1d
E€STTA
2ST1d

67111

Ly11d

YYITT
€VITD

0vITI

+

€92T4d
29CT1

SSCT1D

€S9CTL
2¢SeTI
Tset1a

8¥C1d

F

E€VCTL
CYCTH
ve1d

6€CTY
8ETTW

9€CT1

0ozety
61214
812T1D
L1211
91218
STCTA

012TS
60211
8021a

88ETY

S8ETD

T8ETA

08eTd
6LETA

LLETH

SLETW
$LET0
€LETY
CTLETA
TLETA
0LETI
69€THd

L9ETH
99€TH
S9€Ta
V9ETH

CT9ETH
TOETA

6SETD

9GETA

YSETA

CGETI
TSETH

6VETA
8YETT

TveTd

L
3

LEETA
9€ETT

29¥T1

6SVTT

LS¥1Q

SSPTIN
¥Sv10
€SVTV

1SYTIV
0S%71V
(4745

LY9TT
YT IA
SYYTH
YYvIL
EYVIL
ZYVIN

6EVTS
8EVTIV
LEVTY

SEVTT

EEVTS
CEYTA

b

8CTYIV
LTY1S

STYTIL

1147291
0ZyT1
61¥Td
8TV

157431

Y1v1d

(457458

LOPTT

90714

2ovTY

66€TA

96€Td

€9V

11

DNA-directed RNA polymerase beta’ cha

e Molecule 6

17%

14%

47%

22%

Chain N

199

is)

9G4

vau
€SI
2sd
TS99
084
671

3

LyH

Shd

0
"
£

~
™
—

g

3
i

vER
€EN
(4%

—
o
4

ogd
62d
8C)

-
D
o

9TA

€CTA

614
811
LTH

STd

[J o s
~ 0 0
= =B H

ey
(43!

0TI

0
I>I

©
II‘=
II('D
©
o

o
o

9TTA
Etq1s]

TCIL

611S
8111

STT1

TTId
0oT1S
60Td

L0Ta
90TA

¥014
€0TM

TOTH

L6L

<
i)
=

€61

o
)
]

28
g

g

S8A

2k
€L0

S
&2

6LTA
8LT11
LLTY
9.1a
SLTA

cL1d
TL1T

69TA
8911

S9TH
791D

1911

8GTA

9514

HSTL

TSTH

8¥1d

EVIN

15429

6ETD

SETT
YETA

CETA

0ETS

8CTA

O

R LDWIDE
PROTEIN DATA BANK

W



205J

wwPDB X-ray Structure Validation Summary Report

Page 15

86TY

S6TA

€6Td
(4334

[4sin:s
T8V
08%d

8L¥T

SLvYd
vLvd
€LY

B
L

69%a
89%1

99P)

T9%I
09%V

i 4
LS%D

icidl
€8%a
[4ci28

€99d

195D

655V
8591
LSST

%9971
€994

TGSN
0594
673N
8%31

9¥sY
SPSY

€¥ST

TPSN
0%ST

7ESY

[430)

8TSA

8191
LTON
9T9b
ST9H

€194

1190
0T9%

L09T
9091

7091
€091

T094
0091

8634
9698
569D

06Sd
685V

1854
9894

26938
1691
069V

L89A
9894

v89%
€891

6,94
893
LL9T

S.94

£L9V

TL9Y%

699N
899d

Ye9D

E€EIN
CEIN
TE9I

629S

8ELY

SELY

veLa

CTELN
T€LT

6CLH

CTLD
TTL1
0T.Y

80,71

90.d

¥0.4

7691

£88Y
2884

088I
6.84
818D
L.8d
9.8S
S.81L

€181

T.8%

7881

884

9%8d
SY8N
vv8y

6€81

LESD

SE8S
vesl
£€84

056D
6761
8¥61

S¥6S
7vel
E€¥6L

LEBA

Seex
ve61

i

6264

9T6)

4490

(448

6164

1160
9164
ST6A

€160

2¢56a

6L0TX
8.L0Td

SLOTH

€L0TS
CLOTI

0L0TA
6907
89071
L90TA
990T.L
S90TT

€90T1d

8E0TT
LEOTH
9€0TY
SEOTI

€E0TH
2e0td
TEOTN

62014

L2019
920TS
SZOTh

E€COTI

T20TA
02071

(474324

071TI
6ETTA

LETTY
9ETTH
SETTY
PETTT

8CTTA

3

jz441]

(442!
T211d
0CTTA
6TTTS
8TTTI
LITTA
9TTIN
STTTL
YITIL

1111Q

80TTY
LOTTA
90TTA
SOTTI

COTTL
TOTTA

960TY

902TH
SO0CTA

€0TTH
T0ZTh

00ZTA

86TTA

S6TTH

€6TTL
C6TTT
T6T1d

68TTY
88TTA
L8T1d
98TTA
S81Td

€8TTI

6.L17d

LLTTY

YL

TLTTA

89TTH

SOTTA

€9T1D

19174

6GTTYH
8STTA

98111

verTd
€GTTA
[413 %

0STTV
67111
8¥TTA
Ly11d
9¥T1D
SYTTA

O

R LDWIDE
PROTEIN DATA BANK

W



205J

wwPDB X-ray Structure Validation Summary Report

Page 16

€92T4

T92Td
09211
6SCTA
892TYd

99211
S92T1D

€5CTL
[4stAny
TS¢1a

8%C1D

9VCTA

[4743:
werd
0%CTL

9€CTT

VETTL

TeeTd

F

1T21h

STy
i£449\
€2CT11

0TeTV

|

STCTA

TICTIH
012TS
60211

Teena
0EETI
6CZETY

S6ETT
V6ETA
€6ETY

88ETY

S8ETD
78ETd

6LETA
8LETA
LLETH

SLETW
7LETD
€LETY
CTLETA
TLETA
0LETI
69€THd

YT TA

YYyIL
EVVIL

LEVTY

PEVIM
EEVTS

8CTYIV
L2918
9THTA
STYTIL

1147291
0Zy11
61%1d
8TV

157431

DNA-directed RNA polymerase omega cha

Y1v1d

€0STA

00STY
66714
8671V

96%1d
S6HTI

€671

T6VTL
06713

88¥1Q
L8YTA
98VTA

78Y1L

[4ia%]
T87TA
08%T4

LLYTD
9LYTL
SLY1D
YLVTV

0L¥7Y

e Molecule 7

89%T1
L9VTI
99%TA
SOPIN

111

23%

©
=
I:I

49%

22%

Chain E

TOA
(5} 4

N~ o
. ) o
=] =

O = N M
D 0 ) O 0
| I R |

39
& &

8€L
LEN

SEq

€EH

T
0Td

©0 0
=1 x

<+
A

€64

S © o

~®oOOo
NEK®®©
(%] z:II> a

©
~
L&)

o
~
=

SOW
vov

1n

DNA-directed RNA polymerase omega cha;

e Molecule 7

16%

59%

20%

Chain O

LYY

Sve

v
071

8EL
LEN
9€Y
SE€d

€€H

1€1

620
8zb
Lev

Mo oo < MO =N m
~ [} g «Q [N NN
= > SR i

964

S.4

— o0
5NN
O @ A

o
~
=

©
©
=}

193
9934
SOW

€9M

O

R LDWIDE
PROTEIN DATA BANK

W



Page 17 wwPDB X-ray Structure Validation Summary Report 205J
4 Data and refinement statistics (i)
Property Value Source
Space group P 41 Depositor
Cell constants 152.34A  152.34A  524.57A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
. 40.00 - 3.00 Depositor
Resolution (A) 38.20 — 3.0 EDS
% Data completeness 89.3 (40.00-3.00) Depositor
(in resolution range) 83.5 (38.29-3.00) EDS
Rinerge 0.08 Depositor
Rsym 0.08 Depositor
<I/o(I)>" 1.51 (at 3.01A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.225 , 0.257 Depositor
) Thfree 0.227 , 0.252 DCC
Rree test set 11219 reflections (5.70%) wwPDB-VP
Wilson B-factor (A?) 64.2 Xtriage
Anisotropy 0.049 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.30 , 136.2 EDS
L-test for twinning? <|L] > =040, < L?*> = 0.23 Xtriage
Estimated twinning fraction 0.146 for h-k,-1 Xtriage
F,,F. correlation 0.89 EDS
Total number of atoms 51213 wwPDB-VP
Average B, all atoms (A?) 61.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.44 % 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.

O 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: ZN,
MG, APC

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 | py/q7 #4|Z| >5 RMSZ 4 Z| >5
1 G 1.04 | 1/520 (02%) | 1.12 1/798 (0.1%)
1 X 1.12 2/520 (0.4%) 1.14 1/798 (0.1%)
2 H 1.39 3/387 (0.8%) 2.45 39/601 (6.5%)
2 Y 1.36 3/387 (0.8%) 2.44 33/601 (5.5%)
3 | 0.72 0/304 0.92 1/467 (0.2%)
3 Z 0.73 0/304 0.91 0/467
4 A 0.69 0/1838 0.76 0/2498
4 B 0.76 0/1838 0.76 2/2498 (0.1%)
4 K 0.73 0/1838 0.82 3/2498 (0.1%)
4 L 0.73 0/1838 0.78 4/2498 (0.2%)
5 C 0.79 1/8997 (0.0%) 0.89 | 17/12164 (0.1%)
5 M 0.78 1/8997 (0.0%) 0.90 | 17/12164 (0.1%)
6 D 0.79 | 1/10128 (0.0%) | 0.91 | 18/13681 (0.1%)
6 N 0.79 | 2/10128 (0.0%) | 0.89 | 22/13681 (0.2%)
7 E 0.83 1/784 (0.1%) 1.07 3/1057 (0.3%)
7 O 0.78 1/784 (0.1%) 1.07 3/1057 (0.3%)
All All 0.80 | 16/49592 (0.0%) | 0.95 | 164/67528 (0.2%)

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
1 G 0 6
1 X 0 5
2 H 0 2
2 Y 0 1
3 | 0 1
All All 0 15



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry

Page 19 wwPDB X-ray Structure Validation Summary Report 205J

The worst 5 of 16 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 H 1 G OP3-P | 10.56 1.73 1.61
1 G 1 DC OP3-P | -7.74 1.51 1.61
1 X 1 DC OP3-P | -7.13 1.52 1.61
7 E 94 | PRO | N-CA | 6.34 1.58 1.47
bt C 439 | CYS | CB-SG | -6.08 1.72 1.82

The worst 5 of 164 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 Y 2 A N9-C1-C2" | -18.09 90.48 114.00
) M 409 | ARG | NE-CZ-NH1 | 15.09 127.85 120.30
2 Y 7 G N9-C1’-C2" | -12.29 98.02 114.00
7 E 94 | PRO CA-N-CD | -11.28 95.71 111.50
2 H 1 G N9-C1’-C2" | 11.20 128.56 114.00

There are no chirality outliers.

5 of 15 planarity outliers are listed below:

Mol | Chain | Res | Type | Group

13 DT | Sidechain
15 DC | Sidechain
16 DG | Sidechain
17 DC | Sidechain
18 DG | Sidechain

QO Q| QQ

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 G 467 0 259 43 0
1 X 467 0 259 43 0
2 H 347 0 174 58 0
2 Y 347 0 174 81 0
3 I 270 0 144 14 0
3 Z 270 0 144 12 0
4 A 1806 0 1861 169 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 B 1806 0 1861 174 0
4 K 1806 0 1861 182 0
4 L 1806 0 1861 199 0
b} C 8829 0 8933 1208 0
) M 8829 0 8933 1204 0
6 D 9960 0 10183 1379 0
6 N 9960 0 10183 1351 0
7 B 770 0 784 108 0
7 O 770 0 784 101 0
8 D 2 0 0 0 0
8 N 2 0 0 0 0
9 D 2 0 0 0 0
9 N 2 0 0 0 0

10 D 31 0 14 2 0
10 N 31 0 14 2 0
11 A 106 0 0 16 0
11 B 82 0 0 21 0
11 C 482 0 0 120 0
11 D 506 0 0 138 0
11 E 60 0 0 6 0
11 G 32 0 0 3 0
11 H 37 0 0 3 0
11 I 22 0 0 3 0
11 K 86 0 0 19 0
11 L 104 0 0 23 0
11 M 483 0 0 129 0
11 N 491 0 0 115 0
11 O 39 0 0 6 0
11 X 43 0 0 4 0
11 Y 30 0 0 6 0
11 Z 30 0 0 4 0
All All 51213 0 48426 o871 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 61.

The worst 5 of 5871 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:Y:7:G:N1 5:M:1014:SER:HA 1.62 1.13
2:Y:16:G:H21 6:N:705:ALA:HB1 1.11 1.12

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
6:N:18:ILE:HG23 | 6:N:518:PRO:HG3 1.33 1.10
5:C:409:ARG:HA 5:C:454:SER:HA 1.27 1.10
6:N:1189:ARG:HB3 | 6:N:1204:CYS:HA 1.34 1.09

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 A 227/315 (72%) 206 (91%) 14 (6%) 7 (3%)
4 B 227/315 (72%) 206 (91%) 15 (7%) 6 (3%)
4 K 227/315 (72%) 208 (92%) 13 (6%) 6 (3%)
4 L 227/315 (72%) 206 (91%) 15 (7%) 6 (3%)
5 C 1117/1119 (100%) | 919 (82%) | 136 (12%) | 62 (6%)
5 M 1117/1119 (100%) | 923 (83%) | 133 (12%) | 61 (6%)
6 D 1258/1524 (82%) | 1051 (84%) | 149 (12%) | 58 (5%)
6 N 1258/1524 (82%) | 1058 (84%) | 140 (11%) | 60 (5%)
7 E 93/99 (94%) 76 (82%) 11 (12%) 6 (6%)
7 O 93/99 (94%) 74 (80%) 12 (13%) 7 (8%)

All All 5844 /6744 (87%) | 4927 (84%) | 638 (11%) | 279 (5%)

5 of 279 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
4 A 29 GLU
4 A 187 GLY
4 B 29 GLU
4 B 187 GLY

Continued on next page...
sPrpe
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Continued from previous page...
Mol | Chain | Res | Type
5 C 178 PRO

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
4 A 202/273 (74%) 162 (80%) 40 (20%) |
4 B 202/273 (74%) 159 (79%) 43 (21%)

4 K 202/273 (74%) 162 (80%) 40 (20%)
4 L 202/273 (74%) 150 (74%) 52 (26%)
5 C 941/941 (100%) | 704 (75%) | 237 (25%)
5 M 941/941 (100%) | 713 (76%) | 228 (24%)
6 D 1063/1279 (83%) | 825 (78%) | 238 (22%)
6 N 1063/1279 (83%) | 833 (78%) | 230 (22%)
7 E 84 /88 (96%) 59 (70%) 25 (30%)
7 0O 84 /88 (96%) 68 (81%) 16 (19%)
All All | 4984/5708 (87%) | 3835 (77%) | 1149 (23%)

5 of 1149 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
6 N 101 HIS
7 O 89 MET
6 N 199 LEU
6 N 98 PRO
6 N 913 ASP

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 154
such sidechains are listed below:

Mol | Chain | Res | Type
5 M 872 ASN
6 N 976 GLN

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

Mol | Chain | Res | Type
5 M 1050 | GLN
6 N 617 ASN
6 N 1465 ASN

5.3.3 RNA (O

Mol | Chain | Analysed | Backbone Outliers | Pucker Outliers
2 H 16/16 (100%) 10 (62%) 8 (50%)
2 Y 16/16 (100%) 10 (62%) 8 (50%)

All All 32/32 (100%) 20 (62%) 16 (50%)

5 of 20 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
2 H 2 A
2 H 3 G
2 H 6 U
2 H 7 G
2 H 8 C

5 of 16 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
2 Y 13 C
2 Y 12 G
2 Y 1 G
2 Y G
2 H 15 C

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

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

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.


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

Page 24

wwPDB X-ray Structure Validation Summary Report

205J

5.6 Ligand geometry (i)

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

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | "' RMSZ | %7 > 2| Counts | RMSZ | #]Z| > 2
10 | APC N 4999 27,33,33 | 1.25 | 4 (14%) | 31,52,52 | 1.93 7 (22%)
10 | APC D 3999 27,33,33 | 1.39 | 3 (11%) | 31,52,52 | 1.97 | 8 (25%)

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
10 | APC N 4999 9 - 8/15/38/38 | 0/3/3/3
10 | APC D 3999 9 - 8/15/38/38 | 0/3/3/3

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

Mol | Chain | Res | Type | Atoms Observed(A) | Ideal(A)
10 D 3999 | APC | PB-O2B | -3.54 1.48 1.56
10 D 3999 | APC | PB-O3B | 3.53 1.62 1.58
10 D 3999 | APC | PA-O2A | -3.13 1.49 1.56
10 N 4999 | APC | PB-O3B | 3.13 1.61 1.58
10 N 4999 | APC | PB-O2B | -3.02 1.49 1.56

The worst 5 of 15 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
10 N 4999 | APC C1-N9-C4 | -6.01 116.08 126.64
10 D 3999 | APC C1-N9-C4 | -5.65 116.72 126.64
10 D 3999 | APC C5H-C6-N6 4.52 127.21 120.35
10 N 4999 | APC ChH-C6-N6 4.29 126.87 120.35
10 N 4999 | APC | PB-O3B-PG | -3.73 119.47 132.62

grDRe
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There are no chirality outliers.

5 of 16 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
10 D 3999 | APC | PA-C3A-PB-0O1B
10 D 3999 | APC | PA-C3A-PB-0O3B
10 D 3999 | APC | PB-C3A-PA-O1A
10 D 3999 | APC | PB-C3A-PA-O¥
10 D 3999 | APC | O4-C4’-C5-05’

There are no ring outliers.

2 monomers are involved in 4 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
10 N 4999 | APC 2 0
10 D 3999 | APC 2 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand APC N 4999

Torsions Rings

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(X?) | Q<0.9
1 G 23,23 (100%) 0.73 22, 46, 76, 79 0
1 X 23,23 (100%) -0.67 21, 38, 71, 90 0
2 H 16,16 (100%) -0.58 36, 56, 100, 102 | 0
2 Y 16/16 (100%) -0.62 21, 73,101,103 | 0
3 I 13/14 (92%) -0.89 49, 65, 74, 85 0
3 Z 13/14 (92%) -0.86 54, 67, 80, 81 0
4 A 229/315 (72%) -0.62 41, 66, 86, 94 0
4 B 229/315 (72%) -0.55 43, 70, 85, 101 0
4 K 229/315 (72%) -0.61 41, 65, 81, 93 0
4 L 229/315 (72%) -0.60 38, 68, 80, 90 0
5 C | 1119/1119 (100%) |  -0.60 26, 64, 86, 101 0
5 M | 1119/1119 (100%) |  -0.58 25, 65, 89, 109 0
6 D | 1264/1524 (82%) -0.65 23, 61, 83, 100 0
6 N | 1264/1524 (82%) -0.66 26, 60, 84, 100 0
7 E 95/99 (95%) -0.66 35, 59, 74, 82 0
7 O 95/99 (95%) -0.67 45, 66, 80, 84 0

All | Al | 5976/6850 (87%) -0.62 21, 64, 86, 109 0

The worst 5 of 22 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
6 D 416 | ALA 4.9
4 B 147 | GLY 4.3
6 D 391 | ALA 3.5
6 N 427 | VAL 3.2
6 D 192 | ALA 3.1
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6.2 Non-standard residues in protein, DNA, RNA chains (i)

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

6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

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
8 ZN N 5058 1/1 0.97 0.09 66,66,66,66 0
10 APC D 3999 | 31/31 0.97 0.16 41,49,52,54 0
9 MG N 9002 1/1 0.98 0.09 23,23,23,23 0
10 APC N 4999 | 31/31 0.98 0.16 45,49,51,54 0
9 MG D 8002 1/1 0.99 0.09 25,25,25,25 0
9 | MG N | 9001 | 1,1 0.99 | 0.11 | 21212121 0
8 ZN D 6112 1/1 0.99 0.14 59,59,59,59 0
8 ZN D 4058 1/1 0.99 0.09 66,66,66,66 0
9 MG D 8001 1/1 0.99 0.10 23,23,23,23 0
8 ZN N 7112 1/1 1.00 0.13 65,65,65,65 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.
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Electron density around APC D 3999:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around APC N 4999:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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6.5 Other polymers (i)

There are no such residues in this entry.
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