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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 (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

Xtriage (Phenix) : 2.0

EDS : 3.0

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 3.60 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 NN (jo— (257
Clashscore | I 7
Sidechain outliers N 19.4%
RSRZ outliers I 0 W 3 .39
Worse Better
0 Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Moetric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 180053 1747 (3.70-3.50)
Clashscore 190562 1827 (3.70-3.50)
Sidechain outliers 187428 1772 (3.70-3.50)
RSRZ outliers 180081 1745 (3.70-3.50)

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 38% 29% 5% 29%
1 B 315 38% 28% 7% 26%
2 C 1119 = 49% 37% 8% 6%
3 D 1524 = 49% 39% 9% .
4 E 99 = 55% 32% 9%
) F 423 = 39% 21% 5% 34%

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

Mol | Chain | Length Quality of chain
6 G 141 58% 30% C10%
%
6 H 141 . 44% 17% . 35%
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2 Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 28442 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate

conformation and the Trace column contains the number of residues modelled with at most 2

atoms.

e Molecule 1 is a protein called DNA-directed RNA polymerase subunit alpha.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 225 1772 1132 308 330 2 0 0 0
Total C N O S
1 B 232 1814 1158 316 338 2 0 0 0
e Molecule 2 is a protein called DNA-directed RNA polymerase subunit beta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 C 1055 8305 5251 1485 1546 23 0 0 2
e Molecule 3 is a protein called DNA-directed RNA polymerase subunit beta’.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 D 1488 11752 7450 2069 2197 36 0 0 0
e Molecule 4 is a protein called DNA-directed RNA polymerase subunit omega.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 2 % 769 488 133 144 4 0 0 0

There are 3 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
E 61 GLU VAL SEE REMARK 999 | UNP Q8RQE7
E 92 ILE LEU | SEE REMARK 999 | UNP Q8RQET7
E 95 GLY VAL SEE REMARK 999 | UNP Q8RQE7

e Molecule 5 is a protein called RNA polymerase sigma factor.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g F 278 2242 1421 399 420 2 0 0 0
e Molecule 6 is a protein called Putative uncharacterized protein.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
0 G 127 1035 673 175 184 3 0 0 0
Total C N O S
0 H o1 752 495 125 131 1 0 0 0

e Molecule 7 is ZINC ION (CCD ID: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 D 1 Total Zn 0 0
1 1
gPDB
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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: 38% 29% 5% 29%

e Molecule 1: DNA-directed RNA polymerase subunit alpha

Chain B: 38% 28% 7% 26%

e Molecule 2: DNA-directed RNA polymerase subunit beta


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

wwPDB X-ray Structure Validation Summary Report 3WOD

Page 7

6%

8%

37%

0
0
rm'

49%

3%
L

Chain C

08d

w o~
PR E
m oA

894
190
991

91
€99

TSL

o
0
=

Iorﬁ‘i
A <
(] »—c

ool
1]
X

€ea
cev
Ted

62V

§gs

~ +
— N
ID; Il-l-\

©
=)
<

)
-
1

v1d

113

94
L

3

Y114

111d
or1d
6074

&
=

o <
o 0
a4

064
68L
881

oo <

3

€611

68TYH

98T

0L1d

L9TH
® 991d

¥91d
€911

1918

LSTH

vSTd

90€L
soed
70€T

COEA

00€a

v62H

®
262H

® 0621

§8CT

082x1

9.LT%

L2
€L2D

® 02D

9924

¥9¢d

0921

85CA
LSTA
® 9GS2k

14
€92V

TSea
05y

evey
® T¥Cl

LETY

SETT

[44cs

L8€S
98ed
§8ed

8.LET

9.€4

i

TLEN

69€d

99€S

voed
€9€8

09€T

85eY

GSEN

oo}
S
=

€5€Y
(413 4
TGET
0sey

9%EA

vved
£ved

Tvel

LEED

€EET

TEEH

62ED

LTEH

TTEA
el

67€D
81ed

crey
T1€d

9SPV

TEVH

(4748

® 8T%1

® S1vd

TI¥%S

0T¥I

LO%Y

Y0¥
£0%S

L

T€Sd

9¢Sd

vesn

615D
8TS)

SISV
vI8A
E€TGA

Laserce

1

608V

b
L

709V

8654

G6ST

€65V

T6Ss
0650
6834

98394
989

T8SL
08SH

L.Sd
9.5V
5,50

€.54
CTLSI

6951

1950

$950

€9SN

LS5S4

GSSV

TS8Sd
0SST

8%9d
SHSN
TYSA

7SS
0%Sd

8esh

veESA

8991

9991

SSLT

TS.d

ov.La
6€.L3

YeLT
92LI
SeLa
veLd

TcLe

3

® 91X
STLL

€14
TTLY
114
0TLI

Y0LH

V8N
S¥8N

LE8Q

ve8h

44518

2T8A
1281

€18A

T18d
07180

8084

5084

€081

66.L1
86.D

96,4
S6.LD

€6.d
T6LA

06.LT

88LL

S8LA

€84
8Ly

6.LLD
8LL4

E€76A

ov6d
6€6Y

9€6A

8261

czed

606V

9064
S061

€06S

6680
18831
7880

788N

6,84

.81

6981

L98A
998d

798D
€980

7981
098H

6T0TD
8TOTY
L10TL

800TY

T00TA
000TH
666H

L6671
9663
S66H

-t

6.L61
8.L64

€L6A
TL6N

L

9961

v9631

T964
09631

896L
L9631

€964

8¥64

ov6d

660TA

26071

88011

980TYH

7801S
£807d

T80TA

6L0Td

LL0Td
9L0TA

CTLOTH

89014

9901V

09071

890Td
L80TS
mmmﬂx
€S0T1T
CSOTH
15079

67071

9%0TV

901D
EVOTA

awmﬁm
LEOTA
9€0Td
SEOTH

620TD

o

SCOoTV

-

12011
020Td

R LDWIDE

O

PROTEIN DATA BANK

W



3WOD

wwPDB X-ray Structure Validation Summary Report

STITT
|
TITTI
00 |
o $0TTd
) | eotra
< (40351
(ol 10771

DNA-directed RNA polymerase subunit beta’

e Molecule 3

9%

39%

49%

5%

Chain D

sS4
.3

[
IlII:o
RS
[3)

894

S94

{421

090
® 63V
890
[ ]

98k
SSd

2S8d

6%I
8%d

o%va
Svd

€%D

0TI

[}
In:

8Y1d

9%1d

*

® Tl
157428

6ETD

® LETd

veETA
€eTI
CETA

0ETS
6214
® 8CIX

+
I

vera
€CT1
{44
1CTL

611S

L11Q
9TTT

PriL
€11

TTTH

60Td

*

7014

®
-~
S
I

8LA

(444

0zzy

2ozA

6611

€6Td
(4334

681D

98TA

°9Td
T9TT

1

PAhacy
9GTd

PSTL
€STT

1STD
0STYH
6714

T.LTA

%921

Seecy

eeey
ceed
TE€CTA

62TV

® 9¢td
S¢T1

€2T1

€8€D
28€d

LLEN
9.ed

cLed
e T.eI
0LEY

89€A

S9ea

L5€d

i

0S€EH
6ved
8vED
LYEN

Tved
0%EL

8EE€H

S9¥T

T97I

® 9S¥W

® vShV
€57

@ 0S¥A
[ ]
e 8¥vd

Svve

i

(07478

i

SEVA
vEVY

(4528

62¥S

X477\

4474

(44944

® 0T¥A

L

9TPV

(4570
TT%L

@ 00%A

S€Sd

® €€sd

2csd

T2sd
0291
6TSGA

LTISA

3

CISH
TTSH

60Sd

LOSN
905D

€081

667A

L

G674

6874
@ 88%Y

9874

¥194
€794

06Sd

69SGN

L9ST
99ST

798D

LGS
9GS)

%991
€654

0854

LYST
%Sy

€751

T¥SN
0%ST
6€SQ

069V

2890

3

8.L93

899d
L99Y

3

2994

85991

§59d
759

2591

1

8Y9N
Ly9¥
Y9N
S79d

1

90
0%9H

LEIT
9€90
S€9d

€EIN
CTEIN

0E€9A
629S

9298

29

[44°Ls

6191

LTON
9790
ST94

L9LH

S9.8

09,4

9€.L4d

CTELN

0€Ld

L2LD
9TLI
ScLs
TCTLA

6TLA

LT.0

€TLI

TTL1
(O k:§
60LH
80LT

90Ld

9¢8d
S28Y

T28A
0z83d

8LL7T
LLLd

0LLT

O

R LDWIDE
PROTEIN DATA BANK

W



3WOD

wwPDB X-ray Structure Validation Summary Report

Page 9

1660
066d

8864
1864

TL6T

8960

7961

6564

L56d
9661

1661

8¥61L
L%61

7v6L
€761

1964

6€64

LEGA
9E6A

€61
EE6Y

T€6T
0€6'T

Ll

€269

0261

L

660TA
86011

260TD

8L0TY

€L0TS
CLOTI

0LOTA

L90TA
990T.L

€907
85074

LSOTA
950Td

+

-

6%0TS
97010

Yv0TT

9011

9€0TY

E0TD
€E0TH

TEOTN

® 1,20T1D

SZOTh

02011

3

9001V
S00TD

€00TA
001X

6661

966M

SLTTI

€LTTT
CLITH
TLTTA
0L17Q

89TTI

99111

vo11d

19773

6STTY

67111
8YITA

9ETTH
SETTY

TETTS
0ETTY
6CTTL

L

SCTTd

€114
[443 %!

8TTTI
LITTA

STTTL

CTTID
e T111a
OTTTY
60TTd

LOTTA

90TTA

1TTTh

GTCTA
v121d

TICIH

® S6TTd

€6TTL
TeTT1

68714
[ ]

18T1d
98TTA

78110
€8TTI

0seTa
6YETA

BEETH

YIETH

CIeTT
TIETT

LOETH

S0€TT

coeTd

96218
s6cTa

C6TTA

06211
68CTH

98CTL

28TTYd

cLeTy
TLCTH

vocta
€92T4

19214
092TI
6SCTA
85CTY

® vIvid

61%Td

2157458

STPTA

V6ETA

8LETA

LLETH

SLETW
YLETD
€LETY
CTLETA
TLETA

69€Td
89€TI

99€TH

V9ETH

6SETH

T0STH

96%Td

iaad

08714

6.%1Q

LLYTD
9LYTL
SLY1D
YLVIV
€L71d
CTLYTI

89%11
LOVTI
99 TA
SOVIN
vovia
€9VTA

+

8G%Td

9GHTA
SSHTA

LYY
CYYIN
13421]
oy 1d

SEVTT

e Molecule 4

EEVIS

TEVIL

62711
8CHTV

9%

o @O ~ o w o N w
© © © g N~ N~ 0
= Mo " e = =

32%

o
©
<

55%

DNA-directed RNA polymerase subunit omega

3%

Chain E

-
©
5

€T
0€1

34%

5%

factor
21%

igma

39%

RNA polymerase s

e Molecule 5
5%
Chain F:

CETH

0ETA
6273

0zTL

L1118

74258

601D

L

o 0
QDD — —
=R E e = X

o
[}
—

o]
0
=1

883
gge

o o
~ ©
A

~
~
=

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3WOD

Page 10

o¥eL

(434

0€TA

2fqac
efaacs
veen
€Ty
L12N
(4548

0121
604

86TI
L6818

7611
€674

1

88TI

¥8Td

e 1813
081D

8.1
LLTY

SLTH

*

TLIN

L91d
9911

pAsiack

€9Td
2¢STa

671d

4428

9€TT
GETI

€52a

05TV

+

{4443

11

€5€d

Ll

L¥ED
9veEL

8€€T

seea
veed
€EET

6CEX

STEN

® €Zed

Putative uncharacterized prote

® T1Cel

1

e Molecule 6

9T€S

v1ed

TT%H

9074

£0%)

66€b

3
B

06€4

88EY

@ 98EA
98¢

LLEQ

10%

30%

58%

9€Ta
SETA
YETH

6CTH
8CT1

SCTX
jZ45

[441)

Putative uncharacterized prote

0ZT.L
6TTA

111

e Molecule 6

%

35%

17%

44%

o
[} I
I“

ol
s}
<

L
€9A

Tod
0934

894
LSI
994

PAAN

€T

cea

L0771

70Td

00TT

D E

O R

L DWI
PROTEIN DATA BANK

W



Page 11 wwPDB X-ray Structure Validation Summary Report 3WOD
4 Data and refinement statistics (i)
Property Value Source
Space group P3221 Depositor
Cell constants 294.44A  294.44A  223.25A .
Depositor
a, b, c,a, B,y 90.00° 90.00°  120.00°
. 19.88 - 3.60 Depositor
Resolution (4) 19.85 — 3.60 EDS
% Data completeness 99.5 (19.88-3.60) Depositor
(in resolution range) 98.9 (19.88-3.60) EDS
Rinerge (Not available) Depositor
Rsym 0.22 Depositor
<I/o(I)>" 2.65 (at 3.61A) Xtriage
Refinement program PHENIX (phenix.refine: 1.8.4 1496) Depositor
R R 0.250 , 0.279 Depositor
» Thfree (Not available) , 0.257 DCC
Rree test set 6487 reflections (5.01%) wwPDB-VP
Wilson B-factor (A?) 64.5 Xtriage
Anisotropy 0.443 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.23 , 31.0 EDS
L-test for twinning? <|L|>=033,<L?>>=0.16 Xtriage
Estimated twinning fraction 0.166 for -h,-k,1 Xtriage
F,,F. correlation 0.85 EDS
Total number of atoms 28442 wwPDB-VP
Average B, all atoms (A?) 84.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.84 % 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
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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

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 | prigy 41 7) =5 | RMSZ 4 Z| >5
1 A 0.46 0/1804 0.98 4/2454 (0.2%)
1 B 0.43 0/1846 0.95 1/2511 (0.0%)
2 C 0.43 0/8476 0.96 | 20/11461 (0.2%)
3 D 0.44 | 0/11958 | 0.97 | 36/16166 (0.2%)
4 E 0.40 0/783 1.07 5/1054 (0.5%)
5 F 0.46 0/2276 0.92 1/3058 (0.0%)
6 G 0.35 0/1065 0.82 3/1449 (0.2%)
6 H 0.34 0/775 0.81 2/1057 (0.2%)
All All 0.44 | 0/28983 | 0.96 | 72/39210 (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
2 C 0 2
3 D 0 3
4 E 0 3
5 F 0 1
All All 0 9

There are no bond length outliers.

The worst 5 of 72 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
3 D 237 | LYS | CA-C-N | -9.89 110.73 120.52
3 D 237 | LYS | C-N-CA | -9.89 110.73 120.52
3 D 136 | ASP | CA-C-N | -9.48 107.99 119.84
3 D 136 | ASP | C-N-CA | -9.48 107.99 119.84

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

Mol

Chain

Res

Type

Atoms

Z | Observed(°)

Ideal(°)

1

A

68

ILE

CA-C-N

9.20 129.77

119.93

There are no chirality outliers.

5 of 9 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 C 260 | LEU | Peptide
2 C 794 | PRO | Peptide
3 D 1196 | THR | Peptide
3 D 1207 | TYR | Peptide
3 D 561 | GLY | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1772 0 1821 63 0
1 B 1814 0 1868 77 0
2 C 8305 0 8425 307 0
3 D 11752 0 11990 467 0
4 E 769 0 775 29 0
5 F 2242 0 2305 63 0
6 G 1035 0 1013 22 0
6 H 752 0 748 20 0
7 D 1 0 0 0 0

All All 28442 0 28945 977 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 17.

The worst 5 of 977 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)
3:D:820:GLU:HG3 | 3:D:836:VAL:HG21 1.51 0.92
2:C:164:PRO:HA | 2:C:266:ARG:HH22 1.36 0.90

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
4:E:54:LEU:HA 4:E:58:PRO:HD2 1.57 0.85
2:C:63:GLY:HA3 2:C:103:LYS:HG2 1.58 0.83
3:D:133:ILE:HG21 | 3:D:454:ALA:HB1 1.60 0.83

There are no symmetry-related clashes.

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

There are no protein backbone outliers to report in this entry.

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 190/273 (70%) 152 (80%) | 38 (20%)
1 B 200/273 (73%) 163 (82%) | 37 (18%)
2 C 887/941 (94%) 704 (79%) | 183 (21%)
3 D 1254/1279 (98%) | 1007 (80%) | 247 (20%)
4 E 83/87 (95%) 68 (82%) 15 (18%)
5 F 241/371 (65%) 199 (83%) | 42 (17%)
6 G 107/121 (88%) 87 (81%) 20 (19%)
6 H 79/121 (65%) 72 (91%) 7 (9%)
All All 3041/3466 (88%) | 2452 (81%) | 589 (19%)

5 of 589 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
3 D 1262 LEU
6 G 76 VAL

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
D 1339 LYS
D 1260 ILE
F 7 THR

U | W

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 24

such sidechains are listed below:

Mol | Chain | Res | Type
2 C 728 HIS
3 D 549 ASN
3 D 386 HIS
3 D 640 HIS
1 B 212 ASN

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.

5.6 Ligand geometry (i)

Of 1 ligands modelled in this entry, 1 is 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.


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
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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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 225/315 (71%) -0.47 0 | 11, 37, 83, 144 0
1 B 232/315 (73%) -0.36 0 | 14, 47, 104, 158 0
2 C | 1053/1119 (94%) |  -0.06 31 (2%) 53 30 | 8,61, 154, 222 0
3 D | 1488/1524 (97%) 0.17 82 (5%) 30 |18 | 8,85, 179, 244 0
4 E 95,99 (95%) 0.25 3(3%) 50 29 | 40, 74, 183, 242 0
5 F 278/423 (65%) 0.48 20 (7%) |21 | 14| | 44, 119, 192, 255 0
6 G 127/141 (90%) -0.16 0100 | 100 27, 73, 137, 179 0
6 H 91/141 (64%) 0.26 1(1%) |78 52 | 73,113, 161, 175 0
All | ALl | 3589/4077 (88%) 0.05 137 (3%) 44 25 | 8,76, 171, 255 0

The worst 5 of 137 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
4 E a7 ASP 11.3
3 D 294 HIS 7.9
3 D 298 | VAL 7.1
4 E 56 | ASP 6.9
3 D 297 | ILE 6.1

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 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
7 ZN D 1601 1/1 0.99 0.03 | 110,110,110,110 0

6.5 Other polymers (i)

There are no such residues in this entry.


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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