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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) : 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 3.31 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
Rfree |]
Clashscore NN I

Ramachandran outliers T
Sidechain outliers NN
RSRZ outliers I |

Worse

Value

I 0233
S Bb

[r— .1

0.0%

D 2 .0%

Better

6QNW

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 180053 1153 (3.34-3.30)
Clashscore 190562 1193 (3.34-3.30)
Ramachandran outliers 187476 1172 (3.34-3.30)
Sidechain outliers 187428 1171 (3.34-3.30)
RSRZ outliers 180081 1153 (3.34-3.30)

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 716 £ 72% 26% B
%

1 D 716 = 73% 23% -

1 G 716 £ 72% 26% B
%

1 J 716 ./ 75% 23% B

2 B 757 d 70% 20% 0%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1%
2 E 757 - 66% 22% %
%
2 H 757 . 67% 22% T
%
2 K 757 64% 24% e
%
3 C 765 : 67% 27% 5%
2%
3 F 765 = 69% 25% “6%
%
3 I 765 68% 27% 5%
3%
3 L 765 - 71% 21% “T%
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 67232 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 Polymerase acidic protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 704 E%Zl 36?38 916\;9 1(%4 482 0 0 0
1 b 686 g‘égil 35C56 9129 1(?58 481 0 0 0
1 G 7ol g(;g?;l 36017 91(\;7 1(?81 482 0 0 0
Ly 0| s o s 0 0 0
e Molecule 2 is a protein called RNA-directed RNA polymerase catalytic subunit.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 679 EZZZI 34Cl7 91;]2 1(%4 4S3 0 0 0
2 B 665 Egtla; 33C5 1 911]0 1(?1 1 483 0 0 0
2 H 676 EZE%I 3510 91;I9 1(?28 4S3 0 0 0
2 Kk 673 gg;azl 33%0 91;I5 1(?24 4S3 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
B 577 LYS GLU conflict UNP P03432
E 577 LYS GLU conflict UNP P03432
H 577 LYS GLU conflict UNP P03432
K 577 LYS GLU conflict UNP P03432

e Molecule 3 is a protein called Polymerase basic protein 2.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3| © 2 aer 10m w06 0 0 0
3 d 720 E%Zl 3(3)4 1(1)\;4 1(?56 4SO 0 0 0
3 ! 726 E(;;Zl 36(238 1(1)\4117 1(%3 4sl 0 0 0
3 L 709 T;éﬁf;l 35C52 1(1)\15 1(()?39 481 0 0 0

There are 24 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
C 760 GLU - expression tag | UNP P03429
C 761 ASN - expression tag | UNP P03429
C 762 LEU - expression tag | UNP P03429
C 763 TYR - expression tag | UNP P03429
C 764 PHE - expression tag | UNP P03429
C 765 GLN - expression tag | UNP P03429
F 760 GLU - expression tag | UNP P03429
F 761 ASN - expression tag | UNP P03429
F 762 LEU - expression tag | UNP P03429
F 763 TYR - expression tag | UNP P03429
F 764 PHE - expression tag | UNP P03429
F 765 GLN - expression tag | UNP P03429
I 760 GLU - expression tag | UNP P03429
I 761 ASN - expression tag | UNP P03429
I 762 LEU - expression tag | UNP P03429
I 763 TYR - expression tag | UNP P03429
I 764 PHE - expression tag | UNP P03429
I 765 GLN - expression tag | UNP P03429
L 760 GLU - expression tag | UNP P03429
L 761 ASN - expression tag | UNP P03429
L 762 LEU - expression tag | UNP P03429
L 763 TYR - expression tag | UNP P03429
L 764 PHE - expression tag | UNP P03429
L 765 GLN - expression tag | UNP P03429
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Chain A: :

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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
in the sample, but not in the model, are shown in grey.

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

3 Residue-property plots (i)

e Molecule 1: Polymerase acidic protein

Page 6

| GSTH s9zd 06€1 LESM 0%91 2174 [ |
»S7d | | | | | | | | 9TTH TH2A
| | 29Ty L8EA 2€51 7£99 | gTIN | oven
1571 1921 | | 785U | | $I7d 6£2N 16€3
| | 09z 9.8d 0esd 529d | | | | 06€1
PPIH [ | qLev 6230 5298 — . OTTA 9221 6820
[ | ssey [ | | szel [ | 6071 [ | | 8ges
68T [ | 298N 12T 1291 80T €ged 1880
| 9%21 |oTeen | eess — | | | egea
STy [ | 098I g4 o 1078 6121 agey
[ | 13298 [ | | veed ootV 81zS [ |
0ETA | ove | e £TSH 809L N 669 L12b 288a
[ | 6£CN [ | [ | LO9K m 861 9120
A ] 6ved 609 909a o ] ]
| | veea | | 805y | | 88M (414
9TTH ] 9ved [ | 109S 01 TTZH
| sTin 9221 SYeT £034 009S | otel
yITd | | | | | zosH | | H8Y 6029
[ | mmmm umﬂ ﬂ? 1693 o 91/ [ | 8021 098I
88M 9681 01 8.1 1021 | 6SEN
| | 6121 8EEM 9674 | | o LA | | 85eN
H8Y | 81es | | | | £651 1121 9.4 €oed | |
| esa L12h zeed 06%Y | zesI | | | YRS | | sged
z8y | otea TEEN | | 17680 80LN v.LH 00ZL $SET
| | sTTY | | 08%d 0650 | | | e6Td | |
8.1 | | vzeN 6.%a | 6891 20L1 ° 867 6ved
ok TTTH | | 8.%a 8855 | | | | | |
| o9ud | otel LTEM LN 185b 8691 s67d SHET
IR 6029 [ | [ | [ | [ | ¥6TS [ |
8021 yied S9%1 £8gY 1698 €610 zeed
[ | [ | | VA z8sy [ | o [ | TEEN
mmmm TTER £97A ﬂms 8891 Z 06TS [ |
01D | zown 189K 6810 (At
00zl 603 TP 8159 leser 5 793 [} TIER
6674 80ET [ | e LM 5899 = N | gon 6LTY 07€D
8674 | Lo0ey 0S%A 9453 $893 (o Iy [N | | 60EY
— 90€a | | SLSH | | ) $LTY 80ET
° S0EA %74 2 1894 — ° €LTL | Losv
$61S | poeT N €451 | | 1m TLT 90€a
€91 £6Th £0ed | | TLSN 8.9d Q ° | | S0EA
| | | | 2OET 6£TY | | | | © 69TV | |
L3b 06TS | 108D 8EVI S9SA %290 [} 154 89TY 8623
| | 687a 00€d | | T £.94 % I | | | L6TH
ST 88TM qevT €991 2191 & ° €911 9628
€54 1871 | | LTV [} 8V [ | [ |
[ | [ | Leva 049b m L) 0sT4 2621
8vA $8IN [ | 6991 S | | | | | 1628
L5 [ | £623 otva 8991 3 HHA YHIH 0621
| | 6.74 z6zI | | | | o | | | | | |
) [ | [ | L0%T 59931 ) 6£TH 38zI
[ | 774 8821 [ | | | | oEeN [ | [ |
TN | | | | T0%H 2398 — ) zEL SETY s9zd
[ | 8914 7821 0071 [ ETE <l ] [} [}
80 | | | | SHSI 0$94 = .. 9zd sTTY z9ey
Pli] s9Td 6.cH | vpeE | 6991 O ) $2TH e 1921
ou %910 | | €951 | | < o ° | geil 09zd
| | €971 vied ZHSA 9v9d o = TTIA [ |
€a T9TL | | L1980 SH9A M < 4371 | | 9%e1
fci | | 8921 0%SA | | < | | 6174 I
™ 95TV [ | [ | 1991 ® @) ™ | 8rTI °

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

wwPDB X-ray Structure Validation Summary Report 6QNW

Page 7

0€Sd

8TSL
LTST

G254

€TSH

6098

€084

0081

9674

98Y1

78vd

Ll

c8YT

6.7

LLVN

STON
2194
609%

LO9W
909d

T098
1654
1650
6891
8898
1850

€894
2894

6791

SPSI

€¥ST
(4718

0%SK

LESM

TTL1

669M

"

1894

9L91

899A

L

idic pro

799

t

059X
6791

9%94
SPoN
v¥9s

99T
0791

€€91
2E9S

111

te

: Polymerase ac

e Molecule 1

26%

72%

€971
2911

¥s1a

TSTL
0GT4

LYTI

0ETA

[449

9114

vi1a

OTTA

€623
2621

7821

28c4d

6,24

v.L2d

992H
g9¢d

0924

15498

92T1

€zed

6121

L12d

STV
¥1e1

TICH

602D
80CL

€023
0021
o 6674 |
8613
€610

06TS
681d

S8TH
781N

1814
08Th
6.74
8LTI
iZA%
0LTd

89Td

00¥T

S8€YH

B6LEA

LLed
9.ed

0L€T
L9831
99€T
S9ed
29€eY
09€EN

€9eN

Ll

SveT
vved
EVEV

TveEA

8EEM

9€€T

ceed
TEEN

veexn
€TEN

81ed

cred

0T€d
60€M1
80€I

90ea
SOEA

€0ed
CO0EI

LESM
TESH
0€5d
625a

jgacce
€TSS

605S

109D

S0SI

€094
L6%%
68%D
98¥%1

S8YIH
¥8¥d

28%1

08%4
6,70

LLYW

SOVI

T9%%

8SVA

0S¥A
67vd

17472
447
iag

6E7Y
8EVIL

SEVI
YEVd

8TVI

0z¥ys

0T¥%d

LO¥I

¥2os
€293
[44°p]

029d
6T9M

T194

8091

909d

6694
863V

96SI
SB6SW

T6SI
1650

€854
2854
T8SKW

819D

9483
SLSW

€L91
cLSY

9954

€991
2954

09Sd
6954
8998
LSS

8¥SH

SPSI
Tvsa

THSA

e Molecule 1

0%SK

90LM
20.LT

G691

8891
189K

989D
894

1894
€L94
0490
8991
799

059X
6791

9794
S79A

99T
0791

8€9Y

0€9a
6293

L399

® §29d

111

te

idic pro

Polymerase ac

2%

23%

75%

Chain J

(449

9TTH

Y113

(4273

60T

96N

€9A

¥SI
€64

8%A
LYW

a2

Sed

zel

V1A

T

80
LD

™

29Ty
19271
0924
192k
veca
92T1
€ged

0ged
6121

9Tza

[4%4:)
TTZH

602D
80TL
L02I

cocd
T0ZI
0021

86TH

9614
€610

0618
681d

S8TYH
¥8IN

08Td
6.T4

A%
€LTL

8974

99138
9918
v91d
€911

¥S1a

0ST4

z8ed

B6LEA

1983

29e%

09EN

85eN

6ved

SPET

TvEA

veen
€TEA

TTEN

60€X1
80€I

90ea
SOEA

€0ed
COEI

00€x
662D
8621
£6cd
88C1
¥8T1

6924
8921

S9¢d

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6QNW

Page 8

B6ETY

SEVI

(578

00%T

7891

.90
€L94

0490

8991

S99T
799

LY9N
9%94
S79A
99T
0€9a

§29d
298

6T9M

4193

909a
1098

863V
16584

68ST
€854
T8SKW
@ 8.SH
ol Lisn
9.L8%
€181

L9SL

7994
€991

09Sd
6554
85SS
LSS

91,4

1024
90LM

669M

S691

1694

8893

S89D

RNA-directed RNA polymerase catalytic subunit

e Molecule 2

Y%

10%

20%

70%

Chain B

Z8TL
1811

S91d
Y911

(4525

0918

67TA

EVTT

€CTL
[44%)

ozra

vIIA

TTTH
OTTL

80TT

98d

89d

991

€9V

8GN

LYH

9el

Scl

28T1
1823

6.L24

9.2ZN

692S

9921

09z

¥5cd

(418

(G744

¥¥ed

€TTL

oteh
6023

LOTH
20o¥vs
TOPY
00%L
66€D
96€1
€64
98€Y
18€4d

vLEV
€LET

T3
0LEV

89€1
S9€d

SGEX
v5ed

TGET
0GeY

8VEN
EVEN
6EET
veed

Leed
9CeL

81€d

STed
PIEN

60EM
LOEL
C0eT
9621
S62a
v62h
T6CL

,8cd

1SV

6154
8TSN

915D

iA5:78

T18S

LOSKH

9084
1084

8674
L6V

v6vs

0674
6871

¥8vI

8%
08%M)

8L¥%S
89%4
LS%d
67¥1
1991

8EVM
LETM

SEVL
YEVL

0ERY
62731
8zl
11478

91¥S

45708

cTvd
TTVH

L

9.ST
€158
cLSY
TLSY

6950
8981

699K
8951

95994
T9Sd
0¥%SD
6EST
LTSN

¢zTsa

8CTLI

seLa

CILs

60LA
804d

€690

6894

RNA-directed RNA polymerase catalytic subunit

2991

6399V
8990
LS9&
9994

e Molecule 2

4%

12%

22%

66%

©
Tl
=

Chain E

Tc1d
0z1a

LTTL

vITA
ETTA

TTIW

80T1

€0Td

T6V

.ﬂlll.rn
@
= IIII..

LLIN

~ o
© ©
= =1

® 0
© ©
< o

-
©
=

© o
0 0
= F‘II

<
0
3

o
0
B

[
10
I
IIIIIIII..F4.IIIIIIIIIIIIIIIIIII..

o1y

8€Td

TEIN

CETL

0€Td
6CTA

€CTL

91€Y

60EM

L0EL

1824

6.L2Y

9.TN

6928

0924

€9CK
zseh

(5748

67¢CI

ST2H
w1

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6QNW

Page 9

[442)]
8EVM

SEVL
YEVL

L2%D
921

iZ4748

[4475

0Tyd
6171

9T¥7S

457408

cTvd
TI¥H

20%s
TO%V

96€1

€684

68€T

08€X

€LET

0LEV

T9€S

LGed

TG€ET

8YEN

9YEN
Sves

SeEN

rTeed

SceT

TCEN

8T€d

T%5d

6EST
8€Sa

€ESN

LTSN

forasin|
zesa
128y

6194
8TSN
® LISI
® 915D

P1SA

T1S5S

60ST

M

LBTA

S674

674

06%d
68¥L

98%Y

¥8vI

1874

6L%3
8L¥%S

89%4

6SVI

€SPV

6%¥T

1

8291
@ Ltod
9ZIN

%291
€294

0294

1190

[q5°):8

9091

2094

009N
665K

80.d

90,4

+

0690
@ 689X
889N

9893
$89Q

€891

Y99H
€991
2991

0991
@ 659V
859Q

SELI

8CTLI
XX

e Molecule 2

STLa

QLS

RNA-directed RNA polymerase catalytic subunit

11%

22%

67%

67TA

4%

6CTA

SCTH

€CTL

4278

TTTH
OTTL

¥ee1
€TaL

61CI

ST2H
j450:

ot1zh

1811

LL13

S91a

091s

asion]

TS€1

8VEN

9vEN
sves

Tved

LEET

TTEN

6T€T
8T1€4d

91€d
sTed
v1eEN

60€M
80€X

€0€L
COET

8621
96CL
962
v62h
T6CL
1,824

€8TV
28T

6.LT4
9.L2N
89zh

092y

8G¢1

¥9cd

{41418

(448

¥8vI

874
08¥%

E€LVA

6S¥I

oisia g

6771

8EYM

SEVL
PEVL

0EVY

L2¥D

{44728

15478

9T¥S

j457)
ET7N
[A5Z¢

0T%d

807N
LOVW
90¥%D
15044
96€1
€6€Y
98€Y
8LET

vLEV
€LET

0LEY
89€I
S9€4
¥oeT
€9€%

SGEX

ETOM
(452}

7091

6654
8691

0651
91871

€.L8S
LSy

6950
8991

C9SH

6GSX
85SL

8%ST
S%Sh
T%8d
8€5d
TESH

82SL
LTSA

zesa
T2SY

6154
8TSN

915D

iA5:7 8

6051

9084

T0S4

LBVA

v6vs

0674
6871

129d
9TON

e Molecule 2

Y291
€294
[44°5]
1290
029X
6190

9TON

9.4

8€.Ld
LELN

0€.Ld

RNA-directed RNA polymerase catalytic subunit

8TLI

ScLa

91,4

CILS
TILI

80.Ld

90,4
7048
€690
0690

2890

11%

24%

64%

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6QNW

Page 10

©ma
X 0
mh &I

980

W © oo [
© © © ©
= o4 %

6SL
835N

9GL

<
i)
x

Scl

€2TL

61¢CI

9128
ST2H

6023

€8TL
2811

TLIN

L9TT

S91d

(4525

0918

TSTH

EVTT

71l

8ETd

9zeL

TCEW

61T
8Ted

91€Y
STed
YIEN

CIEN
® LOEL
CO0EeT

8621
L6t

©620

¢6TN
62Tl
06ZH
68T

1824
28T1
6.2
92N
T.21
092y
¥5cd
€SCK

(4141

052D
672y

0EYY

8z

92¢¥'1

445

(444

6191

745708

cTvd
LOVH
90¥D
S0%d
TO%V
00%L
66€D
96€T
€684
68€1

8LET

99€l

TSET
0S€Y

8VEW

9VEN
SYES

EVEN

Tved

6EET

veey

667X

6SPI

SSPN

TSIN
TSYA

6771

[44]
15440

8EVM
LEVM

SEVL
vEVL

T€94

129d
9TIN

291
€294
229D

Ll

029X
6190

9T

(4508

109d

SO9H
09T

66394

69T
8.LS)

9.ST

€.LSS
cLSY

6950

7980

655K
8951

8%9T

€YSL

T¥Sd

8€SQ

TESH

82SL

6€.L3
8€.3
LELN

0€Ld

8CLI

STLa

(425

60LA
804d

€690

in 2

1c prote

Polymerase basi

e Molecule 3

5%

27%

67%

2298
ETTA

TTTX
OTTH

80TL

€0TD
COTN

66M

161
961

£6d

T6A

L9TA

€9TI

6GTV

0STD

[474%:

(458

SETA

EETA

TETD

iZ4xt

TLEL
69€Y
99¢eA
29gd
69€D
89€d
LSEH
95€EN

2SeT

Teexn

9zeD

8T€Y

91€D
STEN

17€0
00€b
SG6CA
€624
68C1

98¢CS
G8CH

€8TN
0821
9.2d

0.2V

892

9921

SSTA

TS2H

9¥ed

147448

6.%4
8.LYI

i

cLya
TLVL

L9V

STYN

€2hd
(4474

06ea

L8ES

G8€I
78eT

T8€1
08eY
6.e4

S.ed

TLST

€950
CT9SI

09SA

SSSY
7SSI

TSSM

0SSA

LYSA

S%SA

2¥Sd

L1849
9153
S1Sd
TISA
L0Sd
S0SY

20ST
T0S4

86%1

e67Yd

68%S

L8vd

S8YA

[4sin:
18%S

€04

7694

TLOV

L991

S9971
7994

299L

0993
699N

8¥%91
0%9A
vCov
029d

LT9%
9191

[45°2%
094
€638
6854
98S%

1850
0854

CTLSK

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6QNW

Page 11

9T.LT

0TLI

S0.LD

n 2

1c prote

Polymerase basi

e Molecule 3

6%

25%

69%

Chain F

3

0zTd

ETTA

TTIA
OTTH

80T.L

%01d

COTN
1074

66M

L6L

761

26s

[kc

13

SGA

{421

+

8ETL

13444
0gzA
612d

L1724

STl

6024

86TI

€611

6814

SLTH

CLIA

0LIN
L9TA
POTN
€971
29TA
6GTV
8GTd
LSTH

€G1d

*

671d

971

(444!
15428

SETd

TETD

85ed

TeeN
oged

92€eD
®

€ced
CCES

0zes

81€Yd
L1€T

STEN

cred

8924

9921
S9N
¥92u
0921
Phetds}
SGCA
ZSeN
T9cy
0ScA

L¥Td
9vcd

(474}

0vZM

S8YA
78¥D

18%S
® 8L¥I

cLya
TLPL

09%N
LSPA
® 8¥IN
SEPT
YeVT
€evd
CEVH

6CYVN
8C¥1

ey
ZTYN

0zvd

eTvy
{45728

OTFIW

80%a

€0V

TO%V

86€1

S6EV

L8ES

S§8€I
78€T

SLed

TLEL

99¢eA
S9EN

29gd

65€D

190

2191l
€658
6854
989)
0854
TLST
€950
09S8A
SSSY

2SSM

0SS

8%SN
L¥SA

¢¥Sd

i

9ESW

vess
€39S

TESA

62SI

42ST

vesl

6158

L1539
9154
GTSd

€191

96¥A
S6YA
767

68YS

18%d

YTLA

® 0zl

0TLI

80LT

9691

7694

[4<Vh'¥
TSLL

8v.Lb
SYLL
YL

6€L4

LeLd
® 9€LM
® SELN

TELA
0€LQ

e Molecule 3

8zLb

ic protein 2

Polymerase basi

2%

5%

27%

68%

Chain I

0zTa

ETTA

TTTA

80TL

90TL
SOTH
%0Td
€01D
2OTN
66M
161
761

€6d
268

851
LST
96d
SGA
SEL
T€I
8TW
92a
01T

LT
9d

¥I

W

veTT
€ECH

8CTA

€2TH

Teey
ozea

1124

G121

(414N

1021

86TI

€611

681X

SL14

L9TA

€9TI

65TV

LSTX

6%1d
8YIN

9v1a

EVTY
{47458

(U258
6ETA

SET

C¢EeTd
TETD

4%t

80€A
LOEY
90€d
(oo

L1621

S62A

(4148

S8CH

€8T

9.2d
S.2a

€.LTS

99C1

792y

0921

8SCS
182d

SSCA
¥Sca

€V
[444)]

ovzM

8€TL
LETD

8.L¥I

V.LVS

cLva
TLYL

69%d

29%D
T971
09%H

TSI
0S%D
677N

—-oam ©
& &+ < <
=Tmo4a 23

6CYN
821

€2hY

0Zd

(4528

0TV
60%0
80%Q

€0%A

TOvY

66€1
86€1

S6EV

98€I
¥8€1

6,84

TLEL

99€A
S9EN

T9€d
09€X

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6QNW

Page 12

TLST

€950
C9SI

09SA

G554

8%SN
LYSA

SHSA

8TSGA

9154

7158

0TSN

90Sa

20ST

0054

8671

v6vA
e6vYd

98%a
S8YA
78¥D

9691

T.90

L1991

G991
7994

2991
8994
6791
8%91
L¥91
794

9€9T

veov
0z9d
L19%
$190
€638
6854
985X
0854

6.Sd

00,3

e Molecule 3

869D
L6971

ic protein 2

Polymerase basi

7%

21%

71%

3%
-

Chain L

ceTd

4%t

1145

ETTA

TITX
OTTH

80TL
SOTW
€0T1D

COTN
1074

66M

L6l
96A

61
€£6d

8LM

L

EVTN
[4z4)]

04}

8€TL
LETD

8CCK

£€22H

rTeev
0zeA

1124
€724

602d

86TI
€6TT
681X

€811
[4:34]

YLIV
L9TA
€9TI

65TV

LSTH

1

(445"

® O07Id

GETA

+

oged

9zeD
Sged

@ €ced

0zeSs

8T€Y

60€d

LOEY

20ed

00€b
6624

¢6TL
€8TN

6924
8924

99¢1

™ 0 © N~ 00 0 N ™ [ IS T ~
w 0 W0 W0 Ww w0 0 w0 0 w0 W W e}
=) A M| e > 0 [SA] nnun = =

v9cd

921
0921

€674
c6vd

@ 88%A
L8%d

S8YA
8LYI
SLYW

TLya
TLYL

09V

8SVI
LSPA

€SVH
6vvM
147441
8evd
SEYT

TEVN
0€vd

{45728
(015774
607D
80%Q
€0¥A
TO%V

L8ES

079A

YTov

029d
L1934
€6SS
L1184
9,84
SLSH
TL9T
9950

€950
CT9SI

09SA

SGSY
%SSI

0SSk
LYSA

¥¥3S

Tyed

20sb
90Sa

20§81

9GLK
SS9
PSLI

TSLL
0G.LY

e vvLl

L

SELW

e 0€.d

8zLb

9CLI

i

OTLI

L6971

9991

09931
699N
859X

9594

8%91

O

R LDWIDE
PROTEIN DATA BANK

W



Page 13 wwPDB X-ray Structure Validation Summary Report 6QNW
4 Data and refinement statistics (i)
Property Value Source
Space group c121 Depositor
Cell constants 336.48A 191.90A 235.74A .
Depositor
a, b, c, a, B, 90.00° 91.50° 90.00°
o e - o
% Data completeness 55.1 (138.62-3.31) Depositor
(in resolution range) 55.3 (138.62-3.31) EDS
Rinerge 0.46 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.46 (at 3.33A) Xtriage
Refinement program PHENIX 1.14 3260 Depositor
R R 0.235 , 0.279 Depositor
7 Phfree 0.240 , 0.283 DCC
Rree test set 6174 reflections (2.76%) wwPDB-VP
Wilson B-factor (A?) 88.5 Xtriage
Anisotropy 0.050 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.34 , 109.5 EDS
L-test for twinning? <|L| > =045, < L?>=10.27 Xtriage
0.025 for -1/2*h-3/2%k,-1/2*h+1/2%k -1
0.024 for -1/2*h+3/2%k,1/2*h+1/2%k -1
Estimated twinning fraction 0.027 for 1/2*h-3/2%k,-1/2*h-1/2%*k -1 Xtriage
0.024 for 1/2%h+3/2%k,1/2%h-1/2%k -1
0.029 for -h,-k,1
F,.F. correlation 0.88 EDS
Total number of atoms 67232 wwPDB-VP
Average B, all atoms (A?) 117.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.07% 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
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5 Model quality (i)

5.1 Standard geometry (i)

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 | gy 7155 | RMSZ | #(2] >5

1 A 0.14 0/5853 0.39 1/7886 (0.0%)

1 D 0.12 0/5720 0.36 0/7701

1 G 0.13 0/5827 0.37 0/7850

1 J 0.12 0/5833 0.37 0/7860

2 B 0.12 0/5529 0.37 | 1/7456 (0.0%)

2 E 0.12 0/5417 0.34 0/7306

2 H 0.12 0/5513 0.37 0/7433

2 K 0.12 0/5485 0.36 0/7396

3 C 0.13 0/5866 0.42 | 2/7900 (0.0%)

3 F 0.13 0/5828 0.41 0/7851

3 I 0.13 0/5883 0.40 0/7923

3 L 0.12 0/5738 0.39 0/7725
All All 0.13 | 0/68492 | 0.38 | 4/92287 (0.0%)

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 A 0 1
3 C 0 1

All All 0 2

There are no bond length outliers.

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
1 A 297 | HIS N-CA-C 5.42 121.79 113.28
3 C 532 | SER CA-C-N -5.28 111.45 121.54
3 C 532 | SER C-N-CA -5.28 111.45 121.54
2 B 579 | LEU | CB-CG-CD2 | -5.17 95.18 110.70



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
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There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 297 | HIS | Peptide
C 739 | ARG | 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 5733 0 5662 131 0
1 D 5604 0 5527 129 0
1 G o707 0 5624 140 0
1 J o713 0 5630 122 0
2 B 5426 0 5374 114 0
2 E 5315 0 5262 134 0
2 H 5410 0 5366 142 0
2 K 5382 0 5330 143 0
3 C o772 0 0915 158 0
3 F 2734 0 o869 150 0
3 I 5789 0 5934 161 0
3 L 5647 0 5786 127 0

All All 67232 0 67279 1417 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 11.

The worst 5 of 1417 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:F:317:LEU:HD12 3:F:496:VAL:H 1.41 0.86
3:F:280:ILE:HG22 | 3:F:529:ILE:HG13 1.63 0.81
2:E:708:PRO:HA | 3:F:728:GLN:HE21 1.46 0.79
3:F:149:PRO:HD2 | 3:F:209:ARG:HH12 1.49 0.77
2:B:309: TRP:HZ2 2:B:416:SER:HB3 1.49 0.77

There are no symmetry-related clashes.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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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 696/716 (97%) 646 (93%) | 49 (7%) 1 (0%) 48 76
1 D 674/716 (94%) 632 (94%) | 42 (6%) 0
1 G 693/716 (97%) 644 (93%) | 49 (7%) 0
1 J 694/716 (97%) 646 (93%) | 48 (7%) 0
2 B 667/757 (88%) 628 (94%) | 38 (6%) 1 (0%) 48 176
2 E 653/757 (86%) 621 (95%) | 32 (5%) 0 100 I 100
2 H 664/757 (88%) 629 (95%) | 34 (5%) 1 (0%) 43 72
2 K 661/757 (87%) 623 (94%) | 37 (6%) 1 (0%) 43 72
3 C 716/765 (94%) 658 (92%) | 56 (8%) 2 (0%) 36 66
3 F 712/765 (93%) 660 (93%) | 52 (7%) 0 100 M
3 I 718/765 (94%) 658 (92%) | 59 (8%) 1 (0%) 48 76
3 L 697/765 (91%) 647 (93%) | 49 (7%) 1 (0%) 48 76
All All 8245/8952 (92%) | 7692 (93%) | 545 (7%) | 8 (0%) 48 | 76

5 of 8 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 298 GLU
2 B 295 ASP
2 K 429 LYS
3 | 745 THR
3 L 516 GLU

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Percentiles

Mol | Chain Analysed Rotameric | Outliers

1 A 634/644 (98%) 634 (100%) 0

1 D 620/644 (96%) 620 (100%) 0

1 G 631/644 (98%) 631 (100%) 0

1 J 632/644 (98%) 632 (100%) 0

2 B 602/669 (90%) 602 (100%) 0

2 E 589/669 (88%) 589 (100%) 0

2 H 600/669 (90%) 600 (100%) 0

2 K 597/669 (89%) 597 (100%) 0

3 C 641/676 (95%) 641 (100%) 0

3 F 637/676 (94%) 636 (100%) 1 (0%)

3 | 643/676 (95%) 643 (100%) 0

3 L 628/676 (93%) 628 (100%) 0
All All 7454/7956 (94%) | 7453 (100%) | 1 (0%)

All (1) residues with a non-rotameric sidechain are listed below:

Mol

Chain

Res | Type

3

F

537 TRP

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

such sidechains are listed below:

Mol | Chain | Res | Type
2 K 48 GLN
2 K 276 ASN
3 L 728 GLN
3 F 100 ASN
2 E 605 HIS

5.3.3 RNA (D

There are no RNA molecules in this entry.

5 of 66


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

There are no ligands in this entry.

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#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
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 704,716 (98%) -0.03 6 (0%) |81 66 | 36,86, 152, 183 0
1 D 686,716 (95%) 0.31 16 (2%) 61 42 |89, 142,214,261 | 0
1 G 701,716 (97%) 0.00 10 (1%) 73| 55 | 39, 86, 147, 214 0
1 J 702,/716 (98%) 0.24 13 (1%) 66 47 |67,121,184,240| 0
2 B 679/757 (89%) 0.04 11 (1%) 70 52 | 35,82, 137, 210 0
2 E 665,757 (87%) 0.52 29 (4%) 39 25 |93,164,215,239| 0
2 H 676/757 (89%) 0.08 8 (1%) 76| 58 | 35,89, 157, 214 0
2 K 673/757 (88%) 0.23 10 (1%) 72 53 |65, 124,184,221 | 0
3 C 724765 (94%) 0.19 9(1%) |76 58 |46, 110,167,217 | 0
3 F 720/765 (94%) 0.30 18 (2%) 58 39 | 55,134,185,220 | 0
3 I 726/765 (94%) 0.29 18 (2%) 53 39 | 42,107,163,200| 0
3 L 709,765 (92%) 0.26 21 (2%) 52 35 |70,123,173,215| O
All | Al | 8365/8952 (93%) | 0.20 | 169 (2%) 65 46 | 35, 114,186,261 | 0

The worst 5 of 169 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 J 384 | CYS 4.8
2 E 448 | ALA 4.1
2 B 410 | GLY 4.1
2 H 683 | LEU 4.0
2 K 373 | LEU 3.8

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

There are no non-standard protein/DNA/RNA residues 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
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6.3 Carbohydrates (i)

There are no oligosaccharides in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

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