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PDB ID : 3DXJ / pdb_00003dxj
Title : Crystal structure of thermus thermophilus rna polymerase holoenzyme in com-
plex with the antibiotic myxopyronin
Authors : Das, K.; Arnold, E.
Deposited on :  2008-07-24
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 : 4-5-2 with Phenix2.0
Mogul : 2022.3.0, CSD asb43be (2022)

Xtriage (Phenix) : 2.0

EDS : 3.0

Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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
Rfree | M 0.276
Clashscore - 98
Ramachandran outliers W 9.7%
Sidechain outliers | I .79
RSRZ outliers NN 0
Worse Better

I Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 180053 2672 (3.00-3.00)
Clashscore 190562 2977 (3.00-3.00)
Ramachandran outliers 187476 2877 (3.00-3.00)
Sidechain outliers 187428 2880 (3.00-3.00)
RSRZ outliers 180081 2671 (3.00-3.00)

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 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 A 315 T 51% 9% 27%
1 B 315 T 53% 10% - 23%
1 K 315 e 50% 8% 27%
1 L 315 B VIS 53% 10% - 23%
2 C 1119 | " ie% 65% 17%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
2 M 1119 | " Tia% 65% 19%
3 D 1524 % 64% 20%
3 N 1524 7 63% 21% -
4 E 99 BT 61% 18% .
4 O 99 BT 7 61% 16%
5) F 423 “T% 55% 19% 17%
) P 423 “T% 52% 21% 17%

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
10 NE6 D 1529 X - - -
10 NE6 N 1528 X - - -
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2 Entry composition (i)

There are 11 unique types of molecules in this entry. The entry contains 56149 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; CHAIN A, B,

K, L.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L] A B0 s a5 a0 3 0 v v
L] B 25| 10 o1 s w0 8 0 v v
L] R B0 s a5 a0 3 0 0 v
1] G 25| 10 o1 s w0 8 0 0 0

e Molecule 2 is a protein called BACTERIAL RNA POLYMERASE BETA SUBUNIT; CHAIN

C, M.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 ¢ 19| 0 s 1577 1647 o1 ; ; ;
2 M 119 2(8);?)1 55081 151)\;7 16(5217 284 0 0 0

e Molecule 3 is a protein called BACTERIAL RNA POLYMERASE BETA-PRIME SUBUNIT;

CHAIN D, N.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s b 1504 FlOStgi 75018 2(1)\;1 22?9 386 0 0 0
3 N 1504 Floggi 7’5?18 2[1)\;1 22?9 386 0 0 0

e Molecule 4 is a protein

CHAIN E, O.

called BACTERIAL RNA POLYMERASE OMEGA SUBUNIT;
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 2 % 769 483 133 144 4 0 0 0
Total C N O S
4 0 % 769 4838 133 144 4 0 0 0

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
E 61 GLU VAL variant UNP Q8RQET
E 92 ILE LEU variant UNP Q8RQET
E 95 GLY VAL variant UNP Q8RQE7
@) 61 GLU VAL variant UNP Q8RQET
@) 92 ILE LEU variant UNP Q8RQE7
O 95 GLY VAL variant UNP Q8RQE7

e Molecule 5 is a protein called RNA polymerase pricipal sigma factor (RpoD); CHAIN F, P.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g F 349 2829 1785 513 527 4 0 0 0
Total C N O S
o P 349 2829 1785 513 527 4 0 0 0

e Molecule 6 is PHOSPHATE ION (CCD ID: PO4) (formula: O4P).

PO4
O3

O-

20O P O o

P

04
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O P
6 A 1 5 41 0 0
Total O P
6 D 1 5 11 0 0

e Molecule 7 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 B 1 Total Mg 0 0
1 1
7 D 1 Total Mg 0 0
1 1
7 N 1 Toltal N{g 0 0

o Molecule 8 is (48)-2-METHYL-2,4-PENTANEDIOL (CCD ID: MPD) (formula: CgH;405).

MPD
04
OH
C1
C5
C4(S)\
N\ c2
\ CM
C3
OH
02
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
8 C 1 3 6 2 0 0
Total C O
8 C 1 3 6 2 0 0
Total C O
8 M 1 3 6 2 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
9 D 2 5 9 0 0
Total Zn
9 N 2 5 9 0 0

e Molecule 10 is methyl [(1E,5R)-5-{(3S)-3-[(2E,4E)-2,5-dimethylocta-2,4-dienoyl]-2,4-dioxo-3
,4-dihydro-2H-pyran-6-yl } hexylidene|carbamate (CCD ID: NE6) (formula: Co3H3;NOg).

NE6

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
10 D 1 30 23 1 6 0 0
Total C N O
10 N 1 20 93 1 6 0 0
e Molecule 11 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
1 A 1 Total O 0 0
1 1
11| B | Total - O 0 0
1 1
Total O
11 C 7 . . 0 0
Total O
11 D 10 10 10 0 0
11 F 1 Toltal (1) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
11 M 5 5 5 0 0
Total O
11 N 4 4 4 0 0
11 0 1 Toltal (1) 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.

e Molecule 1: DNA-directed RNA polymerase subunit alpha; CHAIN A, B, K, LL
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CHAIN A, B, K, L

Y

DNA-directed RNA polymerase subunit alpha

e Molecule 1

27%

© o o
< 0
H oA =

8%

50%

O NMYLW 0N 0D
ANANANNNAN
PO MK QA d|

14%

Chain K

0
©
125

€9H

09d

8SGI

< 10 ©
0 W0 W0 W0
B wn > >

0 ©
<
- 0

<
s
—

izt
0%1
6ed
8EN

9€1
SEL

€€D

- o
oM m
O

814

71y

CTL
T4

8V
Pa’s

p=} 52} ©
= (=] —

evTY
TYTIA
L34%

6ETN
8€TT

vera
€ETT
CETT

CHAIN A, B, K, L

Y

DNA-directed RNA polymerase subunit alpha

e Molecule 1

23%

10%

53%

: 14%

Chain L

998

794

-
©0
=

o
©O
II‘3

L¥S

791

(44
e
0v1
6€d

9€1

vEA

zced
TeD
ogyd
624

Lzd
9cd
Se1
vTA

(445

61d
814

4%
€TA
CIL

o
g
I>I

Pa's

S

881D
181D
9811

oy

9ged
Seey

E€ETA

612d
8121

91Cd

¥iey
€12h
(454}

6024

L0zd
9021

¥0zs
£02D

T0CL
00ZM

8614

S6T1
611
€61d

06TL
68TYH

CHAIN C, M

BACTERIAL RNA POLYMERASE BETA SUBUNIT;

e Molecule 2

17%

65%

: 16%

Chain C

09D
633

964
it
¥SI
€4d
(4L

083

8vd

i)
1429
€7D

ova
6€Yd
8EY
LEA

L2d

Ses
¥Ta
€CA

6T.L

~ ©
- -
L]

CTA

(0)%:1

n © o
Iz u‘IH

™
H

O

R LDWIDE
PROTEIN DATA BANK

W



3DXJ

wwPDB X-ray Structure Validation Summary Report

Page 11

784

{4
180

6.Ld
8.4
LLd

hc

Sy © N~ OO o <
© © © © O I~ N I
=} - Ak A | o~ o

€90
29D

S8TH

T8TA

SLTd

YL
€L1a

0L1d

89TYH

991d

2911

LSTYH
981D
S9GTd
7914

A
(4748

o¥eL
6€2d
8€TT
LETYH
9€CI
SETT

¥6TA
€6TT
261d

061X
6814

L8TN

80€Y
L0€T

S0ed

Toed
00€da

L62d

S62d

€624
[434:

0621
68C1

S92H
¥92d

(474 )
1921
0921

89CA
LSTA

¥Sca

TLET
TLEX
0LEV

cevY
TEVH
0EVA

LTV

Sevd
vevd

€TV

Tevd

veed
€8¢y
28e1

08eY

8.LeT
LLed

SLES
T.LEN

€091

TOSL

667V
8670
LBYY

1851
08SH

8LSA
L.Sd

S.S0

€.54

TLST
0.4Sd

LLOW

LELT

SELY
veLT
EELY

6CL1
8CLH

SeLa

TTLI

8T.LD
LTLT

1,084
90871
S084

3

008A
66.L1

983

TLLE
0LL3

89LL

99,3
S9.8
9.3
€9.D

0918
6SLL
85,4
LS.D

SSGLT

cv8y
T78N

6€81
8e8)
€80
9€8D

€80
€€8T

0€6)

8T6)

9z64d
GT6A

€264

T2ev
0z6d

8161
L167T

161
€164
¢16d

016}

7661
€664
TB6N
1660
066D

L1861
986d
G869

€861
286d
18631

6L6L
8.L64

9.6a

G56d

0561

950TX

7S0T.L

CSOTI

67011

LY0TH
9Y0TV

4495
E€V0TA
[449a
9012
0%0TT
6E0TY
8E0TM
LEOTA

SEOTI

RLDWIDE

€€0TD
2¢e0TA
TE0TH
0£0TH

82019
L20t4d
920Th

T20TT

6T0TD
8T0TD
L10TL
910TI
ST0T1T
71078
€T0TA
210Td

OTOTL
600TS
800TY
LOOTY
900TH
SO0TW

TOOTA
000TI

8664
L1661

S66N

0O
PROTEIN DATA BANK

erpBe

W



3DXJ

wwPDB X-ray Structure Validation Summary Report

Page 12

6111

71110
€171d
[A32%

-

80TTd

90T1d

€0T11d
2OTT1

L6011
9601V
S60T1T
7601V
€60TD
26011
T60Td
06013
680TA
88011
L80TA
980TYH
98074
¥80TS
€80T
280Td

6L0Td

LL0Td
9L0TA
SL0Td

€L0TD
TLOTH
TLOTI

6901V

990TV

e Molecule 2

790TN
€90TY

CHAIN C, M

BACTERIAL RNA POLYMERASE BETA SUBUNIT;

19%

65%

14%

Chain M

€90

N
©
o

[}
0
53

©
re)
ImI

8¥vd

~
<
I<

i)
428
£%D

6€d

Led
9ed
Sed
veA

ey

-
2]
=

62V

Lcd
9CTA

445

[44)]

L1d

113

Lnd
9.d
S.4

98TA
S8TA

791d
€9TI

9¥2a

£vcy
(44488

oveL
6€Td
8€TT

8¢y
praas

Teet
0zzd
612h

L1271

12D
4198

(o xacs
6024

L0271
9021

$0zh
€02a
CT0TA

L8IN

(49

8824

82y
€8C1

1821
08¢}

8.td
LLey

S.LCK

i 2x4
€.

0429

892a

[4:14)

0524

8¥%cd

S9ea

29€D

9zed

7194
€T
CT9A
T191

609N
809D

S09%

€09A

L.Sd

5250

€L5Y

TLST
0.Sd
695

195b

5950
Y9G

[4€L
T99d
0794
6£90
8€9Q
LE9T

SE9L
vE9D
£E90

TE9S

629K

1294

S291
¥29d

(442K

02971
67194
819D
1190

ST9X

ScLa
vT.LY

LI

iz

008A

+

96.3
S6.LD

LA
16,4

68.S

9831
S8LA

£8.4
8LV

€081

R LDWIDE

O

PROTEIN DATA BANK

W



3DXJ

wwPDB X-ray Structure Validation Summary Report

Page 13

1660

6861

0469

8961
1964
9961

7S0TL
€50T1
CSOTW
15074

6%0T1
8%0TL
LY0TH

m«“ﬁ<
[4408 4
TvoTd
07011
6E0TYV
8E0TM
LEOTA
9€0T3d
SEOT
veora
€€0TD

422%5)

[Aaa%
11111
0171d

80TTd
LOTTIN
90T1a
SOTTH
vorTd
€0TTa
2OoTT1
TOTTL

860Td
L60TT
9601V
S60T1
V60TV

26011
T60Td
06013
680TA
88071

980TY
S80T4A
78018
€80Td
280Td
T80TA
080TS
6.0Td

LL0Td
9L0TA
S.0TQ
v.L01d
€L0TD
TLOTH
TLOTI

6901V
890Td
L90TA
9901V
S90TV

LS0TS
950TH
SS0T1T

61TTY
8TTTH

9TTTV
STTT1

CHAIN D, N

BACTERIAL RNA POLYMERASE BETA-PRIME SUBUNIT;

e Molecule 3

20%

64%

12%

Chain D

65V
89D
L83
9G4
S6a
45

T80
0G4

PAS

[}
<
=

S
&=

8EY
LET

SEY
veX

ogd
62d

] < 0
N N
n © M|

0 o O
— =
H @0

LT

1S

{491

0TI
64
8A
LY
o
SA

€1

6118
8111

9111
STTT

ETTD
CITI

0TS
60Td
80TA
L0ta
90T

781

T

1810a
081X
6LTA

LLTY

SLTA

69TX
89TL
1914
991D
S9TH
v91D
€9TA
29Td

0973
65TY
8STA

S§STa
YSTL

TS0

(5258
8v1d
LYTA
9¥1d

ovTV
B6ETD

YETA

TETH
0€TS
6214

(a4
121l

¥veca
evey
el

89€A

6GEV
8G€D
LG€T

SGEA

€9EA

LYEN
oved
Svex

£veN
cved

86€Y
L6€X

S6EN
v6e1
€6€1
C6ES

¥8eA

08€d
6.LEY
8LET

9.€4

L3

cLeEd

0LEV
69€V

1674
06%Y
6874

L8YY

¥8vd
€8VH

T.%4

69%a
8971

99%M%
S9%T

€970

9G¥
SSPY

€57
CSPI

67¥%S
igce
LYTA

669d
8694

963S

€6SN

T6SA
06Sd

€99d
298y
199D
0950
6399V

LSST
959%
iicho}
7591

CSSN

TLOV
TLOY
0L9A

899d
L99V

R LDWIDE

O

PROTEIN DATA BANK

W



3DXJ

wwPDB X-ray Structure Validation Summary Report

Page 14

€891
2890
7894
0890
6,94

L2971

S.L94
v.94
€LY

6.0
€6.LL

8G.3
LSLY

SSGLY

0v.Ld
6€.L0
8ELY

9€.L4
SELY

SS8H
38y
€58A
S8V

678V
8%84

vv8v

Zv8A
984K
0783

8€8Y
LE8D

SE8S

€84

1184
9T8H
ST8V
718V

(4531

9084
5083

208V
708D

96.4

ST6A

crex
11671
0168
606N

9060
S06d
7061
£060d

1060

€684
2680

068A

S.63
V.61
€160

TL6T
0L6)
6964
8960
L96Y

9011
0%01D

8E0TT
LE0TD
9€0TY
SEOTI
7€0TD
€€0TH
2e0Td
TEOTN
0E0TH

8COTY

SZOTh
Y2ot1v

2T0TA
TCOTA
02071

L1074
910Td
STOTA

€10Td
210Td
11014
OTOTN

80074

9007V

700T.L

200TH
10074
000TL

8664

966M

7660
€661
2661

COTTL

660TA
86071

960TY

260TD
T60TS

880T.L
18014
98071
S80TY

18019
0807H

8.L0Td
LLOTY
9.0TD
SLOTH

€L0TS

0LOTA
69013
89011

990TL
S9071

290Td
19074

S9TTA
¥o11d
€9T1D
29174
19174
09171
6STTY
8STTA

9GTT1

€CT14

T211d

6TTTS
8TTTL
LITTA

STTTL
PITIL

80714
LOTTA
90TTA
SOTTI

€0TTH

0€TTD
62CTI

Préaqn]

vzein
€2CTI
[444 5]

ozety
61214

9121S
STCTA
v1¢1d
€12Td

o1e1s
60271
80c1d
LOTTA
9021

00€TS

86210
L6214

v6CTA
€62T4
T6TTA
T62TS
06211
6821
88214

S8CTH

€8CTI

08CTA

8.21d

L 1)

8ETT
LETTL
9€TT1
SeTTh
YETTL

ceTTd
TeeTd

S9€Td
Y9ETH
€9€T1
C9ETH

09€TD

8SETY
LSETYH
9SETA
GSETA

€SETD
CSETL
T9eTd
0SeTd

8EETY

9€ETT
SEETT
YEETD

L2€TY
G2ETT
veerd
€TETY

BTETA
8TETA
L1€1d

YIETH

TIeTT
TIETT
oTeTYd

SOETT
Y0ETH
€0ETA

STYTL
14447\
€TV1D
(44490
11472%!
0Zv1T1
61¥1d
2157458
LIVTN
9TVIV
STPTA
4545

(457458
12545
(15745

Y6ETA

TBETD
TeeTd
06€TT
68€TT
88€TYH
L8ETS
98€Td
G8ETD

C8ETL
T8ETA
08eTd
BLETA
8LETA
LLETH
9LETH
SGLETH
YLETD
€LETYH

0LETI
69€Td
89€TI

S8%Th

T8%TA

€9V TH
[4°3 491
T9%1D
09%TI
6SVTT

LS¥1d
98V T
SSYTH
&%)
i g
[4iA0%
TSPTV
0S¥V

CEVTA
TEVTL

62VT1
8TYIV

GOSTV
70ST1d

COSTY
TOoSTH
00STH

8671V

96714

Gidal
€6V

16711

68710
88710

CHAIN D, N

BACTERIAL RNA POLYMERASE BETA-PRIME SUBUNIT;

e Molecule 3

21%

63%

D O
N @
(]

. 13%

Chain N

N~ 0
m oM
P

< 0
m M
o

o
®
=

~
o
=]

ract

LT

0
]
o,

eIV

o
-
=

0
I>m

o
SA

€1

R LDWIDE

O

PROTEIN DATA BANK

W



3DXJ

wwPDB X-ray Structure Validation Summary Report

Page 15

6.4
8LA

281D
181d

8.L171
LLTV

SLTA
ZA%)

¢L1d

0L1d

89T.L

9970
SO
791D
€9TA

1911
0973

8STA
pAs)cs

vSTL
€STT
2sT1
1570
08Ty

8v1d
LYIA

SYIA

15499
(a4
6ETD
8ETA

9€Ta

CTETA

0€TS

8CTA

9€TA

veca
eeey

0E€TH

144

§eeTT
ey
€2T1

99¢e)
$S9ed

£9eY
c9gd
TOEA

6SGEV

LSEF

SGEN

€GEA
TSEN

6ved
8ved
LYEN

L

evex
cved
Tved

6EEM

9€€d

veel

8T

€27

114748

(157448

L1%d
9THY

vIvd
e1%a
[4574)

60%A
80%d

90%a

1674
067V
6874

L8YY

¥8vd

TSSN
0G5Y

L¥ST
9%5Y

4428

2vsa
TPSN
0%S8T
6€5a
8€3S

9E8Y

£ESD

Tesd

62sh
8CSA
LTSH

LOSN
908D
S0SS

€091

TOSV
0054
667A

96¥1
S6%H

079N

8098

7091

T09d

€99d
298y
199D
095D

0.4

8ELY

9€.Ld
SELY

€ELD
CELN

9890
7893
€891

0890

8.L94
L1971

S.94

€L9V

708D

¥8La
£€8.4
T8LS

YLLS

cLLd
TLLS

09,4
6G.LY
85,4

152Xl

9084
5084
7081

6681
8681
L68M

S68A
7684

2680
1684
068A

8884
188V

T84

8984

998A
S981
vo8A

1,863
9864

0861

TEOTN
0€0TH
620TY
8TOTY

920TS
STOTh
jZz4ua
€TOTH

T2OTA
0Z0TT

8TOTN
L1074
9T0Td

€701d
21074
11074

6007
80014

9007V
SO0TH
700T.L

C00TY
T00TE
000T.L

8663
L1661
966M

vor1d
€0TTH
COTTL
TOTTA

660TA
860711

96074

€60TA

1607S

6801V
880T.L
18014
98011
S80TV

T80TD
08071
6L0TX
8.L0TY4
LLOTY

SLOTH
7018
€L0TS

TL0T4
0LOTA
69074
89011

990T.L

79019
€907d
2901y
T90T4

LS0TA
9507d

€50T4d
2S0TL
TS0Td

O

R LDWIDE
PROTEIN DATA BANK

W



3DXJ

wwPDB X-ray Structure Validation Summary Report

Page 16

YLTTT
€LTTT
CLITH

0L11a
69710

SOTTA
7911

29114

09111
6STTYH
8SGTTA

9STT1

vST1a
€STTA
[4s1axc
TSTTH
0STTV

€CTTd
(44991
T211d
0ZTTA
61118
8TTTI

sifin

PITIL
€TTTD
[433%)

ceTTd
Teerd
0€TTD
62CTI

LTTTh
9TV
STTTY

T2CTA
0zeTy
61214

91218

71C1d

TICTH

60211
8021a

90219
GOCTA
021D
€021

66TTD
86TTA
L6774
96TTL
S6TTD
76110
€6TTL

06TTS

1811d
98TTA

8110

28T1a
811D
08TTV
6LT13

LLTTY
9LTTH
SLITI

00€TS

86CTD

96218

€6CTd
T6TTA

06211
68CTH
88214

98CTL
S98¢Td

28TTYd

08CTA

8.21a

9,214

vLCTI
€LTTA
TLTTY

0,21V

S9CTV

29TT1
19214
092TI
6SCTA
8521y
1S21d
98211
SSCTD
$STTh
€GCTL
2SCTI

6YCTY
8¥CTd

S¥C1D

F

8ETTN
LETTL
9€TTT
SETTH

09€TD

LSETY
9SETA

vSeETH
€SETH
CSETI
TSETH
0S€TH

LYETA

sverd
YYETA
EVETY

6EETH
8EETY

9€ETT
GEETT
EETH
EEETH

154743

8TV
LIVTN
9TVIV
STPTA

(45458
TI%1D
[54%cH
6071V
80711
LO%TT

YOVIN
€0VTT
149444

00%TA

86ETM

CBETD

68ETT
88ETYH

€8€Ta
C8ETL

08€Td
B6LETA
8LETA

€9€TT
CT9ETH

T87TA

6.¥10
8L¥1S

YLVTY
€LYTd

TLYTT
0,714

SOVTIN

€9V
29vT1
T9%1D

6SPTT

hmmﬁa
Eian)
ESPTY
CSHTI
TSHTV
0871V

8YYIL
LYPT1

4740

CYPIN

8EVTY
LEVTY
9EVTS

€EVTIS

8TVIV
LTV1S

STYTL

TTYIN

70513

L

00STH

8671V
L6714

145431

1435291
T6VTL
0671
68710
88¥1a
L8VTA
98VTA

e Molecule 4

€87Td

CHAIN E, O

Y

BACTERIAL RNA POLYMERASE OMEGA SUBUNIT

18%

61%

. 15%

Chain E

€90

191

€€H

Te1
0gT
62b

Lev
oy
sed
441

261
164
06
68N
884

980

784
€80

T8d

6.1

©
om
©

SL4

eL1

0LL
691

194
994

e Molecule 4

7oV
€9M

CHAIN E, O

Y

BACTERIAL RNA POLYMERASE OMEGA SUBUNIT

16%

61%

18%

Chain O

€9M
2oL
193
o9V

8Gd

96d
G4
%91
€90
[4ckc

0SL
690
8T

9%d

vva
€va
(474

6EA

M &
M mm
Ul

-
o
-

62b
8zh
Lev
oy

444

{44\
TCA
ozl
611
8Tyd

~
—
>~

STS

0oTd
61

Ld

SD

[}
=]

6d

ipal sigma factor (RpoD)

T6I
164

oMo o < [ =)
NN ® @ X R
[T =M

S.4
VLA
€L1

e Molecule 5

0LL
691
891
194
994
SOW
vov

CHAIN F, P

)

1C

RNA polymerase pr

17%

19%

55%

7%

Chain F

O

R LDWIDE
PROTEIN DATA BANK

W



3DXJ

wwPDB X-ray Structure Validation Summary Report

Page 17

0CTL

L118

ST

Zéd

[ =]
0 O O
O o>

N < w0 ~
Q 0 © %)
Iﬁl>- 'JI"JI

08d
6.a

9.8

YL

€¥eI
(4443

o¥eL

8¢cd

9TTH

¥cen
€Ty
[444:s
12T

etetacs

782d

2821
1824

S9€d

0€ED
62EX
8zed
LTES

eeen
TCel
ozed

L1€T

TIEV
0T€I

L0€L
90€d

[44q74%
Tevd
0zva
6174

CHAIN F, P

LI9Y
9THY

v1vd

6073

L0¥X
9074

€07

ipal sigma factor (RpoD)

Y

1C

RNA polymerase pr

e Molecule 5

17%

21%

52%

7%

Chain P

184

583
gge

o
3
%

o
2
IQ

©
~
©n

€¥CI
(4443

92T

veen
€aTy
ccey
114493

612D
812h
L1ZN
912D

LYT1 6024
| 9vty 8028
S¥Td L0C1
| | 9029
(47441 502y
wIA 02D
ovTd €0CL
B6ETY COCA
LETD 002y

0 ©
m M
-
H A

7611
zeTy | eeTd
TETA T6T1
0ETA T6IN
6218 | 06TV
8TTY 6813
= i
9CT1

| seia 98TH
¥C1d S8Th
€T1a 7814

| Ter1 €81V
1219 | zev

[9X4

0Lex
692N

1,921

S92

(4148

0921

8GC1

9gcy
4

€920

67€T

L%€d

svev
ey
€vea
cven

6€€d
OEEH!

SEEQ
veed

zceed

0ged
6CEA

TCeI
0zed

81€d

91€sS
STEA

[42:0]
TTEV
0T€I
60€N

S0€d

1274

LT¥Y
9THY

(45!

6073
8071
LO¥Y
9074

vovy
£0%)

1074

T8EH
08€d

8L€D
LLea

SLET
7.L€D

99€V

O

R LDWIDE
PROTEIN DATA BANK

W



Page 18 wwPDB X-ray Structure Validation Summary Report 3DXJ
4 Data and refinement statistics (i)
Property Value Source
Space group P 32 Depositor
Cell constants 235.09A  235.09A 250.88A .
Depositor
a, b, c, a, B, 90.00° 90.00°  120.00°
. 50.00 - 3.00 Depositor
Resolution (4) 50.00 — 3.00 EDS
% Data completeness 96.3 (50.00-3.00) Depositor
(in resolution range) 96.2 (50.00-3.00) EDS
Rinerge 0.11 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.52 (at 3.01A) Xtriage
Refinement program CNS Depositor
R R 0.235 , 0.289 Depositor
) Thfree 0.221 , 0.276 DCC
Rree test set 2351 reflections (0.79%) wwPDB-VP
Wilson B-factor (A?) 83.8 Xtriage
Anisotropy 0.053 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.23 , 68.5 EDS
L-test for twinning? <|L| > =044, < L?>> =027 Xtriage
0.499 for -h,-k,1
Estimated twinning fraction 0.047 for h-h-k -1 Xtriage
0.047 for -k,-h,-1
F,,F. correlation 0.97 EDS
Total number of atoms 56149 wwPDB-VP
Average B, all atoms (A?) 81.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.60% 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.

WO RLDWIDE

PROTEIN DATA BANK


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

Page 19 wwPDB X-ray Structure Validation Summary Report 3DXJ

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: PO4,
MG, NE6, ZN, MPD

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 | prigy7 1 47155 | RMSZ 47| >5
1 A 0.53 0/1848 1.08 9/2512 (0.4%)
1 B 0.46 0/1936 0.99 9/2633 (0.3%)
1 K 0.51 0/1848 1.08 13/2512 (0.5%)
1 L 0.48 0/1936 1.09 17/2633 (0.6%)
2 C 0.52 0/8997 1.15 | 88/12164 (0.7%)
2 M 0.51 0/8997 1.15 | 90/12164 (0.7%)
3 D 0.54 0/12073 1.17 | 135/16324 (0.8%)
3 N 0.55 | 1/12073 (0.0%) | 1.15 | 127/16324 (0.8%)
4 E 0.43 0/783 1.05 6/1054 (0.6%)
4 O 0.45 0/783 0.98 2/1054 (0.2%)
5 F 0.46 0/2874 1.07 25/3866 (0.6%)
5 P 0.46 0/2874 1.04 19/3866 (0.5%)
All All 0.52 | 1/57022 (0.0%) | 1.13 | 540/77106 (0.7%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
3 N 0 1

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 N 1268 | PRO C-0 5.79 1.30 1.23

The worst 5 of 540 bond angle outliers are listed below:


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
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Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
2 C 177 | GLU | CA-C-N | 16.13 140.01 119.84
2 C 177 | GLU | C-N-CA | 16.13 140.01 119.84
3 D 131 | LYS | N-CA-C | 13.72 125.95 111.14
2 M 58 | ASP | N-CA-C | -13.71 89.18 110.42
3 D 831 | GLY | N-CA-C | -13.69 80.74 113.18

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
3 N 1117 | TYR | Sidechain

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1816 0 1871 290 0
1 B 1902 0 1951 346 0
1 K 1816 0 1871 315 0
1 L 1902 0 1951 334 0
2 C 8829 0 8933 1779 0
2 M 8829 0 8933 1689 0
3 D 11864 0 12094 2646 0
3 N 11864 0 12094 2562 0
4 E 769 0 775 175 0
4 @) 769 0 775 138 0
) F 2829 0 2914 649 0
) P 2829 0 2914 717 0
6 A D 0 0 0 0
6 D 5 0 0 1 0
7 B 1 0 0 0 0
7 D 1 0 0 0 0
7 N 1 0 0 0 0
8 C 16 0 26 0 0
8 M 8 0 13 0 0
9 D 2 0 0 0 0
9 N 2 0 0 0 0

10 D 30 0 30 8 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
10 N 30 0 30 7 0
11 A 1 0 0 1 0
11 B 1 0 0 1 0
11 C 7 0 0 2 0
11 D 10 0 0 0 0
11 F 1 0 0 1 0
11 M D 0 0 1 0
11 N 4 0 0 0 0
11 O 1 0 0 0 0
All All 26149 0 o7175 11069 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 98.

The worst 5 of 11069 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:M:283:ILE:HG22 | 2:M:284:ARG:H 1.03 1.17
3:D:416:ALA:HB2 | 3:D:432:TYR:HA 1.19 1.17
3:D:1489:GLN:HA | 3:D:1492:LEU:HG 1.23 1.17
3:N:272:LEU:HD12 | 3:N:280:ALA:HB3 1.23 1.16
1:A:14:ARG:HB2 1:B:233:VAL:HA 1.27 1.16

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles |
1 A 229/315 (73%) | 160 (70%) | 54 (24%) | 15 (7%) 1]]5]
1 B 241/315 (76%) | 159 (66%) | 64 (27%) | 18 (8%)
Continued on next page...
$roe
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 K 229/315 (73%) 168 (73%) 50 (22%) 11 (5%)
1 L 241/315 (76%) 171 (711%) 55 (23%) 15 (6%)
2 C 1117/1119 (100%) | 774 (69%) | 251 (22%) 92 (8%)
2 M 1117/1119 (100%) | 767 (69%) | 246 (22%) | 104 (9%)
3 D 1502/1524 (99%) | 931 (62%) | 422 (28%) | 149 (10%)
3 N 1502/1524 (99%) | 907 (60%) | 445 (30%) | 150 (10%)
4 E 93/99 (94%) 54 (58%) 25 (27%) 14 (15%)
4 O 93/99 (94%) 56 (60%) 27 (29%) 10 (11%)
5 F 347/423 (82%) 167 (48%) | 130 (38%) | 50 (14%)
5 P 347/423 (82%) 171 (49%) | 117 (34%) | 59 (17%)

All All 7058/7590 (93%) | 4485 (64%) | 1886 (27%) | 687 (10%)

5 of 687 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 59 GLU
1 A 112 ARG
1 A 155 LYS
1 B 75 VAL
1 B 118 ALA

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 202/273 (74%) 190 (94%) 12 (6%) 181 50
1 B 210/273 (77%) 194 (92%) 16 (8%) m 41
1 K 202/273 (74%) 188 (93%) 14 (7%) 147 45
1 L 210/273 (77%) 196 (93%) 14 (7%) 151 46
2 C 941/941 (100%) | 853 (91%) 88 (9%) 8l 32
2 M 941/941 (100%) | 833 (88%) | 108 (12%) 24

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles

3 D 1264/1279 (99%) | 1149 (91%) | 115 (9%) 9] 33

3 N 1264/1279 (99%) | 1136 (90%) | 128 (10%) 29

4 E 83/87 (95%) 76 (92%) 7 (8%) 37

4 0 83/87 (95%) 74 (89%) | 9 (11%) 6] 26

5 F 304/371 (82%) 276 (91%) 28 (9%) 8| 33

5 P 304/371 (82%) 260 (86%) | 44 (14%) 15
All All 6008/6448 (93%) | 5425 (90%) | 583 (10%) 8l 30

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

Mol | Chain | Res | Type
3 N 762 GLN
) P 367 MET
3 N 851 LEU
3 N 745 MET
3 N 1441 GLN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 160

such sidechains are listed below:

Mol | Chain | Res | Type
2 M 881 ASN
3 N 1489 GLN
2 M 1030 GLN
3 N 703 ASN
5 P 214 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.
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5.6 Ligand geometry (i)

Of 14 ligands modelled in this entry, 7 are monoatomic - leaving 7 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 length Bond angl
Mol | Type | Chain | Res | Link Countsof({iMSth#s\Z|>2 Counts OR(;/Ing e;é|2|>2
8 |MPD| M |1120] - 777 | 221 | 1(14%) | 9,10,10 | 1.08 0
8 |MPD| C [1120] - 707 | 231 | 1(14%) | 9,10,10 | 1.14 0
6 | PO4 | A | 316 | - 144 | 1.62 0 6,66 | 0.48 0
10 | NE6 | D |1520| - [30,30,30 | 3.82 | 7(23%) | 28,39,39 | 1.91 | 7 (25%)
8 |MPD| C [1121] - 777 | 233 | 1(14%) | 9,10,10 | 1.09 0
10 | NE6 | N [1528| - 1303030 3.85 | 7(23%) | 28,3939 | 1.98 | 6 (21%)
6 | PO4 | D |1528] - 144 | 1.69 0 6,66 | 047 0

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

8 MPD M 1120 - - 1/5/5/5 -

8 MPD C 1120 - - 4/5/5/5 -

10 | NE6 | D [1520| - [1/1/9/13 | 11/26/46/46 | 0/1/1/1

8 MPD C 1121 - - 0/5/5/5 -

10 | NE6 N 1528 - 1/1/9/13 | 12/26/46/46 | 0/1/1/1
The worst 5 of 17 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
10 N 1528 | NE6 | C11-C12 | -15.20 1.35 1.49
10 D 1529 | NE6 | C11-C12 | -14.55 1.35 1.49
10 D 1529 | NEG6 04-C4 11.49 1.38 1.22
10 N 1528 | NE6 | 04-C4 | 11.31 1.38 1.22
10 N 1528 | NE6 C3-C4 | -6.96 1.39 1.51
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The worst 5 of 13 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
10 N 1528 | NE6 | O14-C13-N12 | 4.84 114.87 108.66
10 D 1529 | NE6 | O14-C13-N12 | 4.52 114.46 108.66
10 D 1529 | NE6 01-C2-02 4.40 121.05 116.94
10 N 1528 | NE6 01-C2-02 4.29 120.94 116.94
10 D 1529 | NE6 04-C4-C5 -3.97 114.87 121.46

All (2) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
10 D 1529 | NE6 C3
10 N 1528 | NE6 C3

5 of 28 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
8 C 1120 | MPD C1-C2-C3-C4
8 C 1120 | MPD | 02-C2-C3-C4
10 D 1529 | NE6 | O15-C15-C3-C2
10 D 1529 | NE6 01-C6-C7-C8
10 D 1529 | NEG6 01-Ce6-CT7-C9

There are no ring outliers.

3 monomers are involved in 16 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
10 D 1529 | NE6 8 0
10 N 1528 | NEG6 7 0
6 D 1528 | PO4 1 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.

WO RLDWIDE

PROTEIN DATA BANK



Page 26

wwPDB X-ray Structure Validation Summary Report 3DXJ

Bond lengths

Ligand NE6 D 1529

Bond angles

Bond lengths

Bond angles

Torsions

®
p—y’
/ \
h | -
rd [ ry
-c': Y (1
I'!\I. Q N _:-"-.
¥ %
¢
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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

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

average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> | #RSRZ>2 | OWAB(A?) | Q<0.9
1 A 231/315 (73%) -1.69 |0 43,72, 100, 115 0
1 B 243/315 (77%) -1.65 0 | 51, 93, 113, 117 0
1 K 231/315 (73%) -1.69 |0 45, 73,105,117 | 0
1 L 243/315 (77%) 164 |0 | 56, 89, 112, 117 0
2 C | 1119/1119 (100%) | -1.67 |0 36, 77,115,117 | 0
2 M | 1119/1119 (100%) | -1.68 |0 31,79, 115,117 | 0
3 D 1504/1524 (98%) -1.65 0 | 35, 78, 117, 117 0
3 N 1504/1524 (98%) 164 |0 34, 75,113,117 | 0
4 E 95/99 (95%) 170 | oJ100] f100] | 51,88, 113, 117 0
4 o) 95,99 (95%) -1.65 |0 52, 85, 109, 116 0
5 F 349 /423 (82%) -1.68 |0 52, 84,110, 117 | 0
5 P 349 /423 (82%) -1.67 |0 51, 85,110, 117 | 0

All | ALl | 7082/7590 (93%) -1.66 | 0 31,79, 115,117 | 0

There are no RSRZ outliers to report.

6.2 Non-standard residues in protein, DNA, RNA chains

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

6.3

Carbohydrates (i)

There are no oligosaccharides in this entry.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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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 MPD M 1120 8/8 0.98 0.10 71,79,84,85 0
6 PO4 D 1528 5/5 0.99 0.03 86,86,86,89 0
8 MPD C 1120 8/8 0.99 0.09 51,56,57,57 0
8 MPD C 1121 8/8 0.99 0.06 70,72,73,73 0
6 PO4 A 316 5/5 0.99 0.06 T1,73,77,77 0
7 MG B 701 1/1 1.00 0.04 95,55,55,55 0
7 MG D 1527 1/1 1.00 0.01 79,79,79,79 0
7 MG N 1527 1/1 1.00 0.02 96,56,56,56 0
9 | ZN D | 1525 1/1 100 | 0.02 | 91,01,01,01 0
9 | ZN D 1526 1/1 100 | 0.01 | 77,777,077 0
9 ZN N 1525 1/1 1.00 0.01 50,50,50,50 0
9 ZN N 1526 1/1 1.00 0.01 55,55,55,55 0
10 NE6 D 1529 | 30/30 1.00 0.04 52,70,81,85 0
10 NE6 N 1528 | 30/30 1.00 0.04 72,84,90,91 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.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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Electron density around NE6 D 1529:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around NE6 N 1528:

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

6.5 Other polymers (i)

There are no such residues in this entry.


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