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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The 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) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
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 3.10 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
Clashscore D 40
Ramachandran outliers D 5.4%
Sidechain outliers | D 6 3%
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))
Clashscore 190562 1539 (3.10-3.10)
Ramachandran outliers 187476 1467 (3.10-3.10)
Sidechain outliers 187428 1467 (3.10-3.10)

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%

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 1733 34% 39% 8% - 18%
2 B 1224 34% 45% 9% - 12%
3 C 318 32% 40% 0% - 1%
4 E 215 48% 47% 5%
) F 155 BT 7 30% 6% 46%
6 H 146 31% 46% 12% 9%
7 I 122 40% 45% 15%
8 J 70 e 57% 9% 6% 7%

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

Mol | Chain | Length Quality of chain
9 K 120 46% 42% 7% - 5%
10 L 70 e 33% 3% - 34%
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2 Entry composition (i)

There are 12 unique types of molecules in this entry. The entry contains 28161 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 II LARGEST SUB-

UNIT.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) S
1 A 1414 11114 7000 1947 2106 61 0 0 0

e Molecule 2 is a protein called DNA-DIRECTED RNA POLYMERASE II 140KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) S
2 B 1083 8624 5470 1501 1600 53 0 0 0

e Molecule 3 is a protein called DNA-DIRECTED RNA POLYMERASE IT 45KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 C 266 2005 1317 348 417 13 0 0 0

e Molecule 4 is a protein called DNA-DIRECTED RNA POLYMERASE II 27KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 k 215 1760 1116 310 322 12 0 0 0

e Molecule 5 is a protein called DNA-DIRECTED RNA POLYMERASE II 23KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 F 84 679 434 115 127 3 0 0 0

e Molecule 6 is a protein called DNA-DIRECTED RNA POLYMERASE IT 14.5KD POLYPEP-
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TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
0 H 133 1068 673 180 211 4 0 0 0

e Molecule 7 is a protein called DNA-DIRECTED RNA POLYMERASE I1 14.2KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 I 122 997 613 182 191 11 0 0 0

e Molecule 8 is a protein called DNA-DIRECTED RNA POLYMERASE II 8.3KD POLYPEP-

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

e Molecule 9 is a protein called DNA-DIRECTED RNA POLYMERASE I1 13.6KD POLYPEP-

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

e Molecule 10 is a protein called DNA-DIRECTED RNA POLYMERASE II 7.7KD POLYPEP-

TIDE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 L 46 364 224 72 64 4 0 0 0

e Molecule 11 is ZINC ION (CCD ID: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Zn
11 A 2 5 9 0 0
1 B 1 Total Zn 0 0
1 1
1 C 1 Total Zn 0 0
1 1
Total Zn
11 I 2 9 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
1 ] 1 Total Zn 0 0
1 1
1 L 1 Toltal Zln 0 0

e Molecule 12 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroQOcc | AltConf
12 | A | Toltal l\gg 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. 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. 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.

Note EDS was not executed.

e Molecule 1: DNA-DIRECTED RNA POLYMERASE II LARGEST SUBUNIT

18%

8%

39%

34%

Chain A:

S97T

€94

191
098

8G1
LG4

€91
[4:p)

0SI
673

L7d

8CTI

9211

€CTd
{4411

6TTN

L1Td

STT1T
PITT
€TT1
(4951

3

80TH
LOTD

S0TD

€070
COTA

00T
661
863

961
S64

164
06A

884

€8H
28D

08H

8.d
LLD
9.3

220

cLa

0L
691

©
©
=4

993

[424')
T1cd
01CI

8021
L02I

€0CS

002y
6611

S61a
v61Y

06TV
6874
8810
L8TH

S8TM
7818
€810

6L11
9LTH

€LIL
cL1d
TLTD

69TN
891D

991D
S91D
914
€91S
29TA

9G81a
SGTH

€G9Td
CSTA
TS1d
81D

VTN
17458

[474%]

et
€ETH

Sved
444

6€TT

S€CI
YETH

ceed
Teed
0€TH

8¢cd
pXady
9¢ed
2N
veed
€2

12es

812a

9TCA

vier

SEEY

ogexn
62€T
82€Y

€TEN

S6ED

T6EN

88€T

98€d
G8EI

z8ed
T8el
08EA

8.ed

9LEX

1

69€S

L9ed

S9€D
v9en
£9€b

T9eT

95€ea

0SeY

8¥es
Lved
9vea

TLYT

6974
89%4

€9%1

To%%
09%A

8SYH

SSPH
eids
EGTI

TSYH
0S¥T

gt

Tvvd
EVPT
(44778

[0)474¢8

3

€CSI

TCSW
02sd
619d
819

STS0

TS
T16I

LOSA

0053
667V

L6%L

S67E

26vd
T67A

6871

L8V

0€9I

TTON

029

LT9A
9T9A

¥194
€191
2191

8091
L091

SO9W
709D
€09N

S6SL

2690

9891

€89d

08SA
6.SS

LLST
9150
SLSY
¥.9D

TLSM
TLST
049d
6993
899d

99SI
S9SI

€99d

65SA
895D
155
95SM

1.4

6TLA
8TLA
LTLN

ST.4
YTLd

(49
TT.4

60LL

YOLY

#
+

€691

069/

889%

RLDWIDE

989V
S894

€891
2891

SL9L
v.L9d
€L9D
0491

1999

L

96.LS
¥6.Ld
€6.LS
CT6LA

68.L4

3

S8.d
78.L1

08LA

0LLA
69.S

2910

S9LA
%9.L0
€9.LV
29.LS

09.b

SPDB

PROTEIN DATA BANK

W


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

113Q

wwPDB X-ray Structure Validation Summary Report

Page 8

i
Ll

5980

€98A
298N
198D

i

1584
9681

758N
€580

678K

L%80a
9784

778V

Zv8A

6€8Y4

0E8Y

LT8L

§¢8I

T8y

8T8N
L18V
9T8H
S184
7184

[q5:c

608L

9084
S08T

€088

2964

SG6d

€G6N

0569

8761

9v6A

E£V6T

oved
6€6a

9€6'1

Te6d

8¢6'1
LT6A
926
S261

2cea
126D
0261

+

v16d
€161

8061
L061

2061
T061

6681

9684

0680

9881

7880

288S

6,84
8181
LL8H

9%011
SY0TA

B6E0TH

LEOTT

TEOTA
0eotTy
62014

S20TYH

€201y
¢ToT1
120711
001D
6T0TD

L1011

GTOTA

[410%"S

0TO0TV
600TN

700TN

200t
T00TY

6667

1661

S66d

€961

0ZT11

8TTTA

91111
STTTS

ETTTL

TITTH
OTTIN

LOTTA
90TIN

00TTYd
660Td
860TA
L60TD
960TS
S60T.L
760TA

LLOTL

SL0Td
7,014

L9071
990TA
$90T1D
790TA
€90TH

T90TD
090Td

950TS

6%0TI

€6TT1T
26TTT
T6TTM
06TTd
68118

SL118
YLTTd

69TTI
89114

€9TTI

T9TTL

€GTTA
TSTTI
TS17d

8¥ITI

9VTTA
SPTTS
TYITA
EVITT

Y11l
OVTTH

8ETTL

SETTY

CETTH

62T1d

YCTITH

L5g1a
95¢1a
sty
vSCTV

Tverd
[iza%e)
6€TTY
8€TTI
LETTI
wmmﬁq
€€TTa
CETTIN
Teeta
0€gcTd
62CTS
8CTTM
pRaqan

TTTIN

ozerd
61CTL

S1CTd

CITTIA
11210

60CTI

L0211
9021d
S0CTH

€0TTN
COTTH

00CTY
66TTYH
86T1d
L6TTT

S6TTT
7611

0EETN
6CETL

-

8TETL

9TETA

TIETA

90€TT
SOETA
V0ETM

F

66CTA

L6214

v6C1d
€62TS

68214

L8TTA
98CTH

V8CTI

T8TTA

08c1a
6.LTTI

j2X4%'}

CTLTTL

+

0LTTN

89211
L9TTW

S9TTIN

€9CT1

T9CTH
09211

96ETY
S6ETD
V6ETL
E€6ETN

06ETN

S8ETL
¥8ETA
€8ETS
T8ETL
T8€TT

6.LETD
8LETD
LLETL

SLETW
VLETA

CTLETA

89ETI

S9ETA

CT9ETA
T9ETS

9GETI

CSETA
TSETH

8YETT

cveTd

6€ETT
8EETA
LEETA

SEETI

€EETI
CEETA

19714

6EVTD

9EPTI
SEVTd
YEVIV
EEVTN
TEVID
TEVTD

6211
8CTYTA

SeYIS
jZ4747\

[444%
12710

ST¥TS

12575
(54
60711

L0714
90%TA
SOVTL
vov1a

20vTd

66€TYH
86ETI

DNA-DIRECTED RNA POLYMERASE II 140KD POLYPEPTIDE

e Molecule 2

12%

9%

45%

34%

Chain B

291

090
691
8SGL

98d

8Y'1

9%h

€¥1

O

R LDWIDE
PROTEIN DATA BANK

W



113Q

wwPDB X-ray Structure Validation Summary Report

o ~
) ) o
12 = =4

Page 9

EETA

T€1a
O0ETA
6214

9CTS

3

L

80TA

901a

0 o
o 0
B

691

S8TL

1811
08TA

8LIN

ELTH

TL1d
0LT1

9974
S9TA

SETH

18¢d
082I

9,21

¥led
€L271

L9924

1924

6SCA

%521

(414
TSCI

(G748
8¥%CS

449"

ves
1574
0%CI

LETA

oved
Svex

veel

zeea

962D

£6¢d

1621

r

1,824
98¢4

¥8C1

28cI

SThl
vev1

1347
(3548
8TV
L1944

607V
80%1

SovY

0%

86€Y
L6€d

s6€b
v6ed
€6EN
2684

06€T

S9€L

z9ed
19¢€7T

65€d
8GeN

€5eN
[4siy)
TSEA

6¥eI
8vex

9674

V6VH

06%S

88%A

98%A

¥8YN
€871

99%M
S9PN
v9%D

9ETA
SEVL

CTEVN
TEVA

62vd
8C¥I

99ST

€9SH

L

cTsh
T2S1
02SH

8TSH

L1SL

8671

LE9T
9€9d

TEIX

2E%
TE9D

6290

1294

¥291

1298
0294

E€T9A
¢19d

6091

20LT

999X
G993

€99V

959D

7394

0%9A
6€91

3

560
v.L6d
€L61

TL6L
0461

1

996A
G963

£964

19671

2¢S6A

8%61

96N
Sv6d

£76S
v
17671

9€6a
SE6Y

T01d

LEOTT

SEOTV

0€0T1T

SCOTH

CCOT.L
TCOTH
02014

STOTH

ETOTN

TT0TI

600Ta
800Td

90071

70074

COOT.L

000Td

8660

5664
7664

166D
0661
686.L

18631
9860
9869
¥86H
£86Y4
286S
186V
0864

L169D

0TT1d

LOTTY
90TTYH

2OoTTH
T0T1Q

L60TH
96014
S60T1
76014

18014

6L0TH

€L0TA
CTLOTH

0L013

L9074

790TA

79074
090TY

950TS
SG0TI

€907d
TS0TA
TSOTL
080TI

L¥014d
9%01d

iadual
€%01d

08TT4d
6LTTD

LLTTH

TLTTH

CLITI

OLTTL
69T T
89TT1
L9T1D
99T1D
S9TTI

29TTI
TOTTH
09TTA
6STTYH
8STTd
LSTTV

R LDWIDE

GSTTS
YSTTV
€STTd
CSTTW

8YTTH
LYTT1
Y114

YYITY

TY1TH
VTV
6ETTI

LETTD

SETTYH

EETTH

0ETTA

8CTT1

O

erbDeBe

PROTEIN DATA BANK

W



113Q

wwPDB X-ray Structure Validation Summary Report

Page 10

veerd
€221a

1eers
ozetd

S12TYd
(41453
TI2TN
OTTTW
L0211
S0ZTh

TOZTH
0021V

L6T1d

S6TTH
Y6111

T6TTI
06T1a

L8TTIN
98T1d

78T1D

e Molecule 3: DNA-DIRECTED RNA POLYMERASE II 45KD POLYPEPTIDE

16%

.

10%

40%

32%

Chain C:

€91

8¥s

91
SYY

€71

LEW
9EA
ged

121

8TA

A%

9d

€d

LS

coed
TOCM

6613

9610

v613

68TL

9811
S8TH

281d

6.L14
8LT4
LL73
9LTI

TLTD
0LTM
69T

L9TH
99714

YTV

291D
T9TH

63TV
83TA

SSTT

€STT
[4hxs

3

8¥1d

9vTH

e Molecule 4: DNA-DIRECTED RNA POLYMERASE II 27KD POLYPEPTIDE
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e Molecule 9: DNA-DIRECTED RNA POLYMERASE II 13.6KD POLYPEPTIDE
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4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section is therefore incomplete.

Property Value Source
Space group 1222 Depositor
Cell constants 130.70A 224.80A 369.40A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
Resolution (A) 40.00 - 3.10 Depositor
% Data corppleteness (Not available) (40.00-3.10) Depositor
(in resolution range)
Ronerge 0.08 Depositor
Reym (Not available) Depositor
Refinement program CNS Depositor
R, Rfree 0.229 , 0.283 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 28161 wwPDB-VP
Average B, all atoms (A?) 71.0 wwPDB-VP
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: MG,
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 | prigy7 1 47155 | RMSZ 47| >5
1 A 0.50 | 1/11312 (0.0%) | 1.10 | 88/15298 (0.6%)
2 B 0.50 0/8793 1.03 | 50/11857 (0.4%)
3 C 0.51 0/2133 1.05 17/2891 (0.6%)
4 E 0.44 0/1796 1.03 11/2416 (0.5%)
5 F 0.48 0/691 1.13 9/933 (1.0%)
6 H 0.77 | 4/1086 (0.4%) 1.24 11/1470 (0.7%)
7 | 0.49 0/1016 1.10 7/1365 (0.5%)
8 J 0.52 0/541 1.34 14/727 (1.9%)
9 K 0.48 0/937 0.90 2/1265 (0.2%)
10 L 0.45 0/366 0.91 1/485 (0.2%)
All All 0.51 | 5/28671 (0.0%) | 1.08 | 210/38707 (0.5%)

All (5) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
6 H 108 | SER | CA-C | 9.10 1.65 1.52
6 H 109 | LYS C-O0 -8.20 1.17 1.24
1 A 434 | ARG C-N 6.47 1.42 1.33
6 H 109 | LYS | CD-CE | 5.88 1.70 1.52
6 H 109 | LYS N-CA | 5.63 1.53 1.47

The worst 5 of 210 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 A 452 | LYS | N-CA-C | -15.32 92.80 113.18
6 H 109 | LYS | N-CA-C | 13.34 130.95 108.67
6 H 81 PRO | N-CA-C | 12.25 125.65 110.70
) F 112 | GLU | N-CA-C | -10.65 101.68 112.97
1 A 950 | GLY | N-CA-C | -10.19 100.90 115.27

There are no chirality outliers.
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There are no planarity outliers.

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 11114 0 11193 983 0
2 B 8624 0 8642 780 1
3 C 2095 0 2051 182 0
4 E 1760 0 1788 112 0
) F 679 0 701 o6 0
6 H 1068 0 1040 97 0
7 I 997 0 955 78 0
8 J 532 0 542 81 0
9 K 919 0 929 64 0

10 L 364 0 388 20 0
11 A 2 0 0 0 0
11 B 1 0 0 0 0
11 C 1 0 0 0 0
11 I 2 0 0 1 0
11 J 1 0 0 0 0
11 L 1 0 0 0 0
12 A 1 0 0 0 0
All All 28161 0 28229 2260 1

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 40.

The worst 5 of 2260 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)
1:A:1364:ASN:ND2 | 1:A:1366:ARG:HG2 1.59 1.17
7:I:111: THR:HG22 7:1:113:ASP:H 1.05 1.17
1:A:353:ILE:HG21 | 1:A:487:MET:HE3 1.24 1.14
10:L:60:ARG:HG3 10:L:61: THR:H 1.04 1.12
2:B:846:ILE:HG23 | 2:B:974:PRO:HG2 1.32 1.11

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

PROTEIN DATA BANK
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:B:106:ASP:OD1 | 2:B:106:ASP:OD1[2_ 655] 2.08 0.12

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
1 A 1406,/1733 (81%) | 1138 (81%) | 203 (14%) | 65 (5%)
2 B 1061,/1224 (87%) | 868 (82%) | 128 (12%) | 65 (6%)
3 C 264 /318 (83%) 210 (80%) | 35 (13%) | 19 (T%)
4 E 213/215 (99%) 184 (86%) | 27 (13%) 2 (1%)
5 F 82/155 (53%) 63 (77%) 15 (18%) 4 (5%)
6 H 129/146 (88%) 91 (70%) 22 (17%) | 16 (12%)
7 I 120/122 (98%) 97 (81%) 17 (14%) 6 (5%)
8 J 63/70 (90%) 53 (84%) 7 (11%) 3 (5%)
9 K 112/120 (93%) 106 (95%) 5 (4%) 1 (1%)
10 L 44/70 (63%) 28 (64%) 9 (20%) 7 (16%)
All All 3494/4173 (84%) | 2838 (81%) | 468 (13%) | 188 (5%)

5 of 188 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 5 GLN
1 A 35 ILE
1 A 48 ALA
1 A 55 ASP
1 A 56 PRO
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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 1234/1520 (81%) | 1153 (93%) | 81 (7%) 157 43
2 B 942/1061 (89%) | 883 (94%) | 59 (6%) 16| 45
3 C 234/274 (85%) 217 (93%) | 17 (7%) 131 40
4 E 197/197 (100%) | 195 (99%) 2 (1%) 68 79
5 F 74/137 (54%) 67 (90%) | 7 (10%) 8] 30
6 H 117/128 (91%) 106 (91%) | 11 (9%) 8] 31
7 | 116/116 (100%) | 105 (90%) | 11 (10%) 8] 30
8 J 60/65 (92%) 54 (90%) 6 (10%) 29
9 K 99/102 (97%) 88 (89%) | 11 (11%) 6 24
10 L 40/57 (70%) 34 (85%) | 6 (15%) 13
All All 3113/3657 (85%) | 2902 (93%) | 211 (7%) 141 42

5 of 211 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 B 737 THR
3 C 44 LEU
9 K 51 LEU
2 B 807 ARG
2 B 1028 GLU

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

Mol | Chain | Res | Type
2 B 686 ASN
2 B 1176 ASN
2 B 744 HIS
2 B 975 GLN
3 C 65 HIS

5 of 97


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

Page 17 wwPDB X-ray Structure Validation Summary Report 113Q

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 9 ligands modelled in this entry, 9 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.
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