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PDB ID
EMDB ID
Title
Authors
Deposited on
Resolution

Mar 10, 2026 — 02:37 PM UTC

ONAW / pdb_ 00009naw

EMD-49205

H-1 Parvovirus VLP

Busuttil, K.B.; Bennett, A.B.; McKenna, R.
2025-02-13

2.59 A(reported)

This is a wwPDB EM 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/EM 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:

EMDB validation analysis : 0.0.1.dev132
MolProbity : 4-5-2 with Phenix2.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49



https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#references
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 2.59 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
Clashscore I

Ramachandran outliers NN

Sidechain outliers NN

Worse

Percentile Ranks

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric
Q-score N

Worse

Model-Map Fit Percentile Ranks

I Percentile relative to all EM structures

B
0
[ 0.4%

Better

el 064

Better

I Percentile relative to EM structures of similar resolution

Value

Value

Metric ‘Whole archive EM structures Similar EM resolution
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 7741 ( 2.09 - 3.09 )

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the map. The red, orange, yellow and green segments of the 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 EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 1 559 A 73% 26%
1 2 559 i 73% 27%
1 3 559 i 73% 27%
1 4 559 i 73% 26%

WO RLDWIDE

PROTEIN DATA BANK

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

Mol | Chain | Length Quality of chain

1 ) 559 A 73% 27%
1 959 A 72% 27%

1 7 959 i 73% 27%
1 8 5H9 i 73% 26%
1 A 559 i 73% 27%
1 B 559 i 73% 27%
1 C 559 i 73% 27%
1 D 559 k 73% 27%
1 E 559 i 73% 27%
1 F 559 i 73% 27%
1 G 559 i 72% 27%

1 H 559 i 73% 27%
1 I 959 A 73% 27%
1 J 559 i 73% 27%
1 K 559 A 73% 26%
1 L 559 i 73% 27%
1 M 559 b 73% 27%
1 N 559 i 73% 27%
1 O 559 i 73% 27%
1 P 559 i 73% 26%
1 Q 559 i 72% 28%
1 R 559 i 73% 27%
1 S 559 i 73% 27%
1 T 959 : 73% 26%
1 U 559 A 73% 27%

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

Mol | Chain | Length Quality of chain
1 \Y 559 A 73% 27%
1 W 559 A 73% 27%
1 X 559 i 74% 26%
1 Y 559 i 73% 27%
1 7 559 i 74% 26%
1 a 559 i 72% 27%
1 b 559 i 73% 27%
1 c 559 k 73% 27%
1 d 559 i 74% 26%
1 e 559 i 73% 26%
1 f 559 i 73% 26%
1 g 559 A 73% 27%
1 h 959 A 73% 27%
1 1 959 i 72% 27%
1 j 5H9 A 72% 27%
1 k 559 i 73% 26%
1 1 559 b 73% 26%
1 m 559 i 73% 27%
1 n 559 i 73% 27%
1 0 559 i 73% 26%
1 p 559 i 73% 27%
1 q 559 i 73% 27%
1 r 559 i 73% 27%
1 s 959 : 73% 27%
1 t 959 A 73% 27%

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

Mol | Chain | Length Quality of chain
1 u 559 i 73% 27%
1 v 959 A 73% 27%
1 w 559 A 72% 27%
1 X 5H9 i 73% 26%
1 y 559 i 74% 26%
1 zZ 559 i 73% 26%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 265620 atoms, of which 0 are
hydrogens and 0 are deuteriums.

In the tables below, 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 Major capsid protein.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 559 4427 2800 767 843 17 3 0

Total C N O S
1 8 559 4427 2800 767 843 17 3 0

Total C N O S
1 C 559 4427 2800 767 843 17 3 0

Total C N O S
1 B 559 4427 2800 767 843 17 3 0

Total C N O S
1 D 559 4427 2800 767 843 17 3 0

Total C N O S
1 2 559 4427 2800 767 843 17 3 0

Total C N O S
1 K 559 4427 2800 767 843 17 3 0

Total C N O S
1 G 959 4427 2800 767 843 17 3 0

Total C N O S
1 H 959 4427 2800 767 843 17 3 0

Total C N O S
1 I 959 4427 2800 T67 843 17 3 0

Total C N O S
1 J 959 4427 2800 T67 843 17 3 0

Total C N O S
1 K 559 4427 2800 T67 843 17 3 0

Total C N O S
1 L 559 4427 2800 T67 843 17 3 0

Total C N O S
1 M 559 4427 2800 T67 843 17 3 0

Total C N O S
1 N 559 4427 2800 T67 843 17 3 0

Total C N O S
1 O 559 4427 2800 767 843 17 3 0

Total C N O S
1 P 559 4427 2800 767 843 17 3 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Ll Q 559 ZZ;E;I 25%0 71(\317 823 1S7 3 0
L R 559 ZZ;E;I 25%0 71(\517 823 1S7 3 0
! 5 559 ZZ;E;I 25%0 7127 823 1S7 3 0
LT 559 ZZ??I 25%0 71;5]7 851)3 1S7 s 0
L v 559 ZZ;?I 28000 7127 851)3 1S7 3 0
LV 559 ZZ;E;I 28000 7127 851)3 1S7 s 0
L W 559 ZZZ?I 2§)0 71(\317 823 1S7 s 0
L X 559 ZZZ?I 2@%0 71(\317 823 1S7 s 0
Ly 559 ZZZ?I 25)0 7127 8(23 1S7 s 0
L z 559 ZZZ?I 28000 71(\;7 8(23 1S7 s 0
L L 559 ZZZ?I 2&%0 7127 8(23 1S7 s 0
L 2 559 ZZ;I 25)0 71(\;7 8(23 1S7 s 0
L 3 559 ZZ;E;I 28000 71(\;7 8(23 1S7 s 0
L 1 559 ZZZ?I 2§)0 72]7 851)3 1S7 3 0
L g 559 ZZZ?I 2§)0 7127 823 1S7 3 0
L 0 559 ZZZ?I 2§)0 7127 823 187 3 0
L a 559 ZZ;E;I 25%0 7127 823 1S7 3 0
L b 559 ZZZ?I 2&%0 7127 823 1S7 3 0
L ¢ 559 ZZZ?I 25)0 7127 823 1S7 3 0
L d 559 ZZZ?I 25)0 7127 823 1S7 3 0
! e 559 ZZZ?I 2&%0 7127 823 1S7 3 0
Continued on next page...
grbB
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 f 559 ZZZE;I 2§)0 7127 823 1S7 3 0
1 & 559 ZZ;E;I 25%0 71;5]7 823 1S7 3 0
1 h 559 }A:Zg;l 25%0 7127 823 1S7 3 0
1 i 559 ZZ??I 25%0 71;5]7 851)3 1S7 3 0
1 ] 559 ZZ;E;I 28000 7127 851)3 1S7 3 0
1 k 959 ZZ;E;I 28000 7127 851)3 1S7 s 0
! 1 559 ZZZ?I 2§)0 71(\317 823 1S7 s 0
L] m 559 ZZZ?I 2@%0 71(\317 823 1S7 s 0
1 n 559 ZZZ?I 25)0 7127 8(23 1S7 3 0
1 0 559 ZZZ?I 28000 71(\;7 8(23 1S7 3 0
1 P 559 ZZZ?I 2&%0 7127 8(23 1S7 3 0
1 a 559 ZZ;I 25)0 71(\;7 8(23 1S7 3 0
1 t 559 ZZ;E;I 28000 71(\;7 8(23 1S7 3 0
1 s 559 ZZZ?I 2§)0 72]7 851)3 1S7 3 0
! ¢ 559 ZZZ?I 2§)0 7127 823 1S7 3 0
! u 559 ZZZ?I 2§)0 7127 823 187 3 0
! v 559 ZZ;E;I 25%0 7127 823 1S7 3 0
! w 559 ZZZ?I 2&%0 7127 823 1S7 3 0
1 X 559 ZZZ?I 25)0 7127 823 1S7 3 0
1 y 559 ZZZ?I 25)0 7127 823 1S7 3 0
1 2 559 ZZZ?I 2&%0 7127 823 1S7 3 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 7 559 4427 2800 767 843 17 3 0
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green = 0, yellow = 1, orange = 2

wwPDB EM Validation Summary Report

atom inclusion in map density. Residues are color-coded according to the number of geometric

quality criteria for which they contain at least one outlier:
and red = 3 or more. A red diamond above a residue indicates a poor fit to the EM map for

this residue (all-atom inclusion < 40%). 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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
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: Major capsid protein

Page 10

27%

73%

Chain A:

9STA
6%13

9ETN
SET

TETN

621S

LzTd
(447
YIIM
801D

S01a
v01a

TOTW

80%a

€0%L
14928

00%d
66€d

T6€d
06€d

18¢€d
98¢

18¢€Y

8L€D

S.eQ

69€L

L9eQ
99€1

v9en
SGEY
2¢Sed
67€d

9ved
SYER

8E€Y

9€eY

€eed
CEEL
TEEA
0EEA

8CEA

SCEL

€TEL

T2ed
ozed
61€Y
L0€Q
96CH

7621

9€SI

CTESK

LTSL
9CSA

vcsy

S0SA

z0sh

867N

€674

9874
S8%d

€8VH

LLVN
9.%Q

YLVI

6974

S9%d

1

TPV

8S¥d

9S¥A
SS¥S

€9vd

8Y¥H
LYY

8EVH
LEDY
9evd
62%d

{4443
j247]

L1948

€TPY

12544

60%S

T6SW
9854
¢8Sd
6.LSH
LSV
695)
99SN
795k
855a
%350

67SM
8¥SL

9%SN

(0i4<) 8
6€5d

26%

73%

e Molecule 1: Major capsid protein

Chain 8:

9GTH
671d

9ETN
SETD

TETM

6C1S

L2Td
[447.)
vTIM
80T

S0Ta
vora

TOTH

60¥S
80%a

€0VL
(4928

0073
66€d

Teea
06€d

18¢b
98¢ex

8¢eY
8.LeD
SLed

69€L

L9ea
99€T

v9en
eisior s
6ved

9ved
SPEN

8€€Y

9ged

€€ed
CEEL
TEEA
0EEX

8CZEN

GTEL

€CEL

T2ed
oced
67€Y
10ea
96T

¥621

9€ST

CESA

LTSL
9ZSA

vz

S0SA

20sh

00Sd

867N

€674

98%4
S8%d

€8VH

LLYvY
9.va

YLVI

697X

S9%d

1

T9%V

8S¥d

9G¥A
SS¥S

€SP

8¥VH
VA7)

8EVH
LEVY
9ETD
62%d

2eyvs
j1470]

L7194

€T7d

TI%V

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 11

T6SKH
9854
289d
6.LSH
L9V
99SN
899a
b2l
67SM
975N

6€54

11

Major capsid protei

e Molecule 1

27%

73%

Chain C

9STH
671d

9ETN
SETY

TETH

6C1S

LzTd
[447%
YIIM
801D

S01a
v01a

TOTW
8634
L6A
9634
T6L
06L
680
L8N
284

S.d
YL

041
691
894
198
S9H

29I
1939

€93
670
8N
L¥a

evL

262d

682h
88TM

%821
6,21

SLTK

6911

voTV

ii[‘><‘><><‘>

T9Th
1970

00¥%3
66€d

T6€d
06€d

18¢€d
98

T8€Y

8L€D

S.ea

69EL

L9€a
99€'1

woen
SGeY
c¢sed
6%€Q

9ved
SYEN

£YED

T9ed

L0€Q
96ZH

v6T1

(4508

LTSL
9TSA

vcsy

S0SA

zosh

867N

€674

9874
S98%d

€8VH

LIV
9.%Q

YLVI

697X

S9%d

1

TPV
8G%d

9§74
SS¥S

i747:¢
LYV

8EVH
LEVY
9EVh
62%d

(4448
j247]

L1949

eT7Y4

TI9V

60¥S
80%Q

€071
{4028

T6SW
9894
z89d
6LSH
vLSY
998N
899a
%350
6%Sn
9%SN

(0)4<) 8
6€5d

9€SI

11

Major capsid protei

e Molecule 1

27%

73%

Chain B

1910
98TH
6%1d

9ETN
SETD

TETM

6218
LTTd
(445
YN
807D

sota
vo1a

TOTW

680

0LT
691
894
1,98

291
194

£9Y
6%
8¥N
1va

E€7L

7621

26Ty

6820
882M

¥8¢1

6.LTL

S.2A

6924

§SCI

CETS

3TN

21

0zed

{4548

oreL

L0gM
902d

€029

00T

L6TD

S6TV
761d
€6TL
TBTA
T61d

T8TA

S.1a
YLIN

6971

voTV

iii<l><.><l><‘>

29Th

67€Y

L0€a

962N

CESK
LTSL
9ZSA
§eSI
vz
0TSN
S0SA
20sb
867N
€674

98%Y
S8%d

€8VH

LLvY
9.%Q

YLVI

697X

S9%d

1

T9vY

8S¥d

9SVA
SS¥S

2i47:
LY

8EVH
LEVY
9EVD
62%d

oews
j147%]

L1194

€TPY

TIvV

60%S
80%a

T6SKH
9854
289d
6.LSH
LSV
998N
899a
%350
6%SM
9%SN

0¥y
6€Sd

mn

Major capsid protei

e Molecule 1

u

27%

73%

Chain D

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 12

1910
98T
671

9ETN
SETH

TETM

6218

P4l
(445
74378
807D

S0Ta
vo1a

TOTW

680

0.7
691
894
198

291
194

foiey
670
87N
Lva

€¥L

7621

262d

682h
88TM

78C1

6.LTL

S.Ch

6924

§SCI

TETS

LTTA

§2T1

0zed

[454-§

() 1AN

L0gM
902d

€02D

00z

L6TD

S6TV
761d
€6TL
(43198
T61d

Z8TA

S.1a
YLIN

6971

vo1V

Iii<‘><‘><‘><‘>

z9Th

60¥S
80%a

€0%L
(4928

00%a
66€d

T6ed
06€d

18¢€b

61€Y
L0eQ

96CH

0¥Sy
6€Sd

CESK
1251
92ZSA
G2SI
vesy
0TSN
S0SA
20sb
867N

€674

98%Y
S8%d

€8VH

LLN
9.%Q

YLYI

6974

S9%d

L

TOvV

8S¥d

9SVA
GSPS

8YYH
LY

8Evd
LeEVY
EL)
62%d

s
TZ%0

L1%4

€T7Y

TIvV

T6SW
9854
¢8Sd
6.LSH
LSV
699)
99SGN
¥99K
855a
bAED]
6%SM

9%SN

in

d prote

: Major capsi

e Molecule 1

27%

73%

Chain E

98T
6v1d

9ETN
SETD

TETM

6C1S

Pkqi)
(447,
227
80Th

S0Ta
vota

TOTH

690
8YN
Lva

€7l

262d

682
88TM

%821

6,21

SLTK

voTV

o o & 2 4

434}
1910

(4928

00%d
66€d

T6ed
06€d

18€b
98€Y

T8€Y

8.L€D

S.ed

69EL

L9ed
99€'1

¥oen

96CZH

¥6T1

LeSL
9CSA

jgactt

S0SA

z0sh

00Sd

867N

€674

9874
S8%d

€8VH

LLVN
9.%d

YLVI

697X

S9%d

L

9%V

89%d

9G¥A
SS¥S

8Y¥H
LYVH

8EYd
LEVY
9EVD
62%d

1444
j247]

L1974

£T7Y

12544

60%S
80%a

€071

T6SH
9854
28Sd
6.LSH
vLSY
995N
8550
ssh

67SM
8YSL

9%SN

(0374558
6€5d

9€ST

CESK

11

Major capsid protei

e Molecule 1

27%

73%

Chain F

9S8
6714

9€TIN
SET

TETM

6218

LT1d
(441
YIIM
801D

S01a
vo1a

TOTW
8634
L6A
9634
TeL
061
680
L8N
284

S.d
TLW

041
6971
894
198
SOH

[4°2%
194

€94

670
87N

V621

{4148

682h
88TM

%821

6.LTL

SLTK

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 13

00%d
66€d

T6ed
06€d

18€d
98€Y

T8€Y

8L€D

S.ea

69EL

L9ed
99€'1

¥oen

SGed

2¢Ged

67€d
8%EH

9ved
SYEN

€%€D

THed

8€€Y

9Eed

€€€d

eSSl
9CSA

jgactt

S0SA

Tosh

867N

€674

9874
S8%d

E€8VH

LLVA
9.%a

YLvI

697X

S9%d

L

197V

83%d

9§74
9978

€5%d

8Y¥H
LYV

8EVd
LEVY
9EVD
62%d

[448
j247]

L1949

eT7Y4

12544

60%S
80%a

€0%L
[4028

T6SW
9894
28Sd
6.LSH
vLSY
995N
8550
5sb
67SM

LYST
9YSN

[0)74<):8
6€5d

9€SI

CESA

11

Major capsid protei

e Molecule 1

27%

72%

Chain G

98T
671d

9ETN
SETD

TETM

6218

LT1d
(4475
YIIM
801D

S01a
vo1a

TOTW
8634
L6A
9634
TeL
061
680
L8N
284

S.d
TLW

041
6971
894
198
SOH

[4°2%
194

€94

670

{4148

682h
88TM

821

6.LTL

SLTK

{4928

00%3
66€d

T6€d
06€d

18¢€d
98€X

€8EN

18¢eY

8.L€D

S.eQ

69€L

L9eQ
99€'1

v9en

SGeY

¢Sed

67€d
8YEH

9ved
SYEN

8€EY

9€eY

€€€d
CTEEL
TEEA
0EEA

8CEN

STeL

€CTEL

j24°5)]
ozced
61€Y
L0€Q
96CH

7621

LTSL
9TSA
G2SI
vcsy
0TSN
S0SA
20sh
867N
€674

9874
S8%d

€8VH

LIV
9.%Q

YLVI

6974

S9%d

1

TovY

85%d

9S¥A
SS¥S

2i747:¢
LYV

8EVH
LEDY
9EVD
62vd

zeys
j247]

L1749

€174

TI9V

60%S
80%a

€071

T6SH
9854
28Sd
6.LSH
LSV
99SN
855a
%350
6731

L%ST
9%SN

0¥SY
6€Sd

9€SI

CESK

mn

Major capsid protei

e Molecule 1

27%

73%

Chain H

9GTH
6714

9ETN
SETD

TETM

6C1S

LzZTd
[447.)
vTIM
80TD
S01a
vora
€0TA

TOTH

Sid
22

0.1
691
894
1,98

(4%
1938

€93

67h

7621

c6Td

6820
88TM

%821

6.L2L

SLTK

6924

G§SCI

CETS

LTTA

§ee

ozed

g12d

012l

L0gH

191D

00va
66ed

T6ea
06€d

18€D
98eM

T8€Y

8.L€D

§S.ea

69€L

19ea
99€T

¥oen

SGed

2sed

6vea
8%EH

9vED
SYEN

£%€D

T7ed

8€EY

9€ged

€€€T

CESA

LTSL
9CSA

vz

S0SA

20osh

867N

€674

9874
S98%d

€8VH

LLYA
9.%a

YLVI

697X

S9%d

1

T9%Y

85%d

9G¥A
SS¥S

2147
P

8EVH
LEVY
9eVD
62%d

2evs
j247%]

L1%4

ETHY

TI%V

60%S
80%a

€0VL
(4028

T6SH
9894
289d
6.LSH
vLSY
6954
995N
%994
855d
FEEE)
67SM

L%S7T
975N

6€54

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 14

d protein

: Major capsi

e Molecule 1

27%

73%

Chain I

98T
671d

9ETN
SETD

TETM

6CTS

LzZTH
[447.)
vTIM
80Th

S01a
vota

TOTH
8631

L6A
963

894

6vh

c6Ty

6820
88TM

7821

6.L2L

S.LTK

00va
66€d

T6ed
06€d

18€b
98€Y

T8€Y

8.L€D

§S.ea

69EL

19ed
99€'1

¥oen

SGeY

CESA

LeSL
9CSA

vz

SO0SA

zosh

867N

€674

9874
S8%d

€8VH

LLVN
9.%a

YLVI

697X

S9%d

1

T9%Y

8S¥%d

9G¥A

8¥YVH
LYVH

8EVH
LEVY
9eVD
62%d

2evs
j247]

LT%4

ETHY

12544

60%S
80%a

€0VL
(4028

T6SH
9854
289d
6.LSH
Y.LV
6954
995N
%994
8G5a
Ssh
67SM
975N
6€54d

9€ST

11

Major capsid protei

e Molecule 1

27%

73%

Chain J

> S

98T
6714

9EIN
SET

TETH

621S

LTTd
(445
vIIM
801D

S01a
v01a

TOTW
8634
L6A
9634
TeL
06L
680
L8N
284

S.d
TLW

0.1
691
894
198
S9H

[4°2%
794

€93
670
8N
Lva

€vL

{4148

682h
88TM

%821

6.T1

SLTK

6911

voTV

iOOOO

T9Th
1970

00%3
66€d

T6€d
06€d

18¢€d
98€X

18€Y

8L€D

S.ea

69EL

L9ed
99€1

voen
SGeY
¢Ssed
6%Eq

9ved
SYEN

£VED

Ted

L0€Q
96CH

7621

CTESK

pXa<hn
9TSA

vcsy

S0SA

z0sh

867N

€674

9874
S98%d

€8VH

LIV
9.%Q

YLVI

697X

S9%d

1

TovY
8G%d

9G%A
SS¥S

i747:¢
LYV

8EVH
LEYY
9EVD
62%d

(448
j247]

L1749

e17Y4

12544

607S
80%Q

€071
{4028

T6SW
9854
2¢8Sd
6.LSH
LSV
995N
855a
%350
6751
9¥SN

(0i4<) 8
6€Sd

9€SI

1m

Major capsid protei

e Molecule 1

26%

73%

Chain K

1910
9913
6714

9ETN
SETD

TETM

6C1S
221D
[447.)
TN
807D

sota
vora

TOTH

0L1
691
894
1,98

[42%
1938

€94
670
8¥N
1va

€7l

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 15

7621

c6Td

6820
882M

¥8C1

6.LCL

S.2A

6924

GSCI

CETS

LTTA

§2T1

0zed

g1ed

(O 1AN

L0zgH
902d

€02D

00Ta

L6T0

S6TV
761d
€6TL
(4198
T61d

28TA

S.1a
YLIN

6971

voTV

iii<‘><‘><‘><‘>

29Th

80%a

€0PL
(4928

00%a
66ed

Teea

67€Y

L0ea

96CH

6€94

CESA

LTSL
9ZSA

vz

SO0SA

20sh

867N

€674

98%Y
S8%d

€8VH

LLYvY
9.%a

YLVI

697X

S9%d

1

T9%Y

8S¥%d

9SVA
SS¥S

€SP

8YVH
LYPN

8EVH
LEVY
9EVD
62%d

[4474
1290

L7194

ETPY

TI%V

607S

T6SKH
9894
289d
6.LSH
L9V
998N
8599d
bAED]
675M
975N

(037258

111

Major capsid protei

e Molecule 1

m

27%

73%

Chain L

98T
671d

9€TIN
SETY

TETN

6C1S

LzTd
[447.%
YIIM
801D

S0Ta
v01a

TOTW
8634
L6A
9634
T6L
06L
680
L8N
284

S.d
20

0.1
691
894
198
S9H

29I
1934

€94
670
8N
Lva

evL

262d

682h
88TM

%821
6,21

SLTA

6971

voTVY

ii[‘><‘><><‘>

T9Th
1970

00¥%3
66€d

T6€d
06€d

18€d
98N

£8EN

18¢€Y

8L€D

S.ea

69€L

L9ea
99€'1

woen

96CZH

v6T1

pXa<hn
9CSA

vcsy

S0SA

z0sh

867N

€674

9874
S98%d

€8VH

LIV
9.%Q

YLvI

69%X

S9%d

1

TPV
89%d

9§7&
SSG¥S

8YYH
LYV

8EVH
LEVY
9EWD
62¥d

[448
12470}

L1749

eT7Yd

125414

60¥S
80%Q

€0%L
14928

T6SW
9894
z89d
6LSH
vLSY
998N
8550
%350
6%aM
9%SN

(0)4<):8
6€5d

9€SI

CTESK

11

Major capsid protei

e Molecule 1

27%

73%

Chain M

9STA
671d

9ETN
SETD

TETM

6218

LTTd
(445
YN
807D

s0ta
vota

TOTW
863
LBA
963
TeL
06L
680
L8N
28y

S.d
YLK

0LT
691
894
1,98
SOH

[4:2%
194

€83

670

262d

682h
88TM

78C1

6.LTL

S.LTK

€0vL
(4928

00%a
66€d

T6eea
06€d

18€b
98€eX

18¢ed
8L€D
§.ea

69€L

19ed
99€T

v9en

GSeY

[4sice

6%ed
8YEH

1

9ved
SYEW

8EEY

9€ged

€€ed
ceEL
TEEA
0EEX

8CZEN

SCEL

€CEL

T2ed
oced
67€Y
L0€a
96T

621

9€SI
CESK
LTSL
92SA
G2ZSI
vz
0TSN
G0SA
20sb
867N
€6vd

98%Y
S8%d

€8VH

LLYY
9.%a

YLvI
697X

S9%d

T9%V
8S¥d
128

2i747:
LY

8EVH
LEVY
9EVD
62%d

oews
j147]

L1194

€TPY

TI%V

60¥S
80%a

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 16

T6SH
9854
28Sd
6.LSH
Y.LV
6954
995N
%994
893a
bAED]
67SM
975N

(0374508
6€54

in

d prote

: Major capsi

e Molecule 1

m

—
73%

27%

Chain N

9STH
671d

9ETN
SETY

TETH

6C1S

LzTd
[447%
YIIM
801D

S01a
v01a

TOTW
8634
L6A
9634
T6L
06L
680
L8N
284

S.d
YL

041
691
894
198
S9H

29I
1939

€93
670
8N
L¥a

evL

262d

682h
88TM

%821
6,21

SLTK

6911

voTV

ii[‘><‘><><‘>

T9Th
1970

00¥%3
66€d

T6€d
06€d

18¢€d
98

T8€Y

8L€D

S.ea

69EL

L9€a
99€'1

woen
SGeY
c¢sed
6%€Q

9ved
SYEN

£YED

T9ed

L0€Q
96ZH

v6T1

(4508

LTSL
9TSA

vcsy

S0SA

zosh

867N

€674

9874
S98%d

€8VH

LIV
9.%Q

YLVI

697X

S9%d

1

TPV
8G%d

9§74
SS¥S

i747:¢
LYV

8EVH
LEVY
9EVh
62%d

(4448
j247]

L1949

eT7Y4

TI9V

60¥S
80%Q

€071
{4028

165K
9894
z89d
6LSH
vLSY
998N
8550
%350
6%SM

L¥ST
9%SN

(0)4<):8
6€5d

9€SI

11

Major capsid protei

e Molecule 1

27%

73%

Chain O

98TA
671d

9ETN
SETD

TETM

6218

LTT0
(445
YA
807D

S0Ta
vota

TOTW
863
LBA
963
Tl
06L
680
L8N
8y

S.d
YLK

0LT
691
894
1,98
S9H

291
194

£9Y
6%
8¥N
1va

E€7L

262d

682h
88TM

¥8¢1
6.LTL

SLTK

7o1V

o o 4 o 4

291h
1970

00va
66ed

T6€ed
06€d

18€0
98€eX

€8EN

T8€YH

8.L€D

§.ea

69€L

19ea
99€T

7oen

96T

621

LTSL
9TSA

vz

S0SA

20Sh

86¥N

e6vd

98%Y4
G8%d

€8VH

LLYY
9.%a

YLVI

697X

S9%d

1

T9vY

85%d

9874
eisis)

8¥YVH
LYV

8EVH
LEVY
9EVD
62vd

aoTvs
TTvd

L1%4

ET7Yd

TIvV

60¥S
80%a

€0VL
(4028

T6SH
9854
28Sd
6.LSH
Y.LV
998N
8990
%350

6731
8%SL

9¥%SN

0¥y
6€Sd

9€SI

CESK

mn

Major capsid protei

e Molecule 1

26%

73%

Chain P

RLDWIDE

SPDB

PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 17

98T
671d

9€TN
SETD

TETM

6218

4]
(445
YIIM
801D

S0t1a
vo1a

TOTW
863
L6A
963
TeL
061
680
L8N
8y

S.d
TLW

0.7
691
894
198
SOH

291
194

foiey
670
87N
Lva

€¥L

7621

2628

682h
88TM

78C1

6.LTL

SLTK

6911

vo1V

i‘OOO

T9Th
1970

60¥S
80%a

€071
(4928

00%a
66€d

T6ed
06€d

18¢€b
98€x

T8¢eY
8.L€D
S.eQ

69€L

L9eQ
99€T

79en

eisior s

67€d
8YEH

9ved
SYEN

8€EY

9€eY

€EET
CEEL
TEEA
0EEA

8CEN

SCEL

€CEL

T2ed
ozced
67€Y
L0€a

96CH

(0i2<):8
6€Sd

9€SI

CESK

1251
9ZSA

i 4t
SG0SA
20sb
867N
€674

9874
S8%d

€8VH

LLYY
9.%a

YLYI

6974

S9%d

L

TOvV

8S¥d

9S¥X
GSPS

8¥¥H
LYY

8EVH
LeVY
EL)
62%d

(44
1290

L7194

€TPY

TPV

T6SW
9854
289d
6.LSH
L9V
998N
855a
%350

6%SM
8%SL

9%SN

in

d prote

: Major capsi

e Molecule 1

28%

72%

9STA
671d

9ETN
SETD

TETM

6218

LTTd
(445
vTIM
807D

s0t1a
vota

TOTW
863
LBA
963
TeL
06L
680
L8N
8y

S.d
YLK

0LT
691
894
1,98
S9H

291
194

£9Y
6%
8¥N
1va

€Vl

262d

682h
88TM

78C1
6.LCL

SLTK

6911

7o1V

i’QQO

z91h
1970

(49728

00va
66ed

T6ed
06€d

18€d
98€eX

T8€YH

8L€D

§.ea

69€L

19ea
99€T

7oen

96T

7621

LTSL
9ZSA
G2TSI
vz
0TSN
S0SA

20Sb

00Sd

€674

98%Y4
G8%d

€8VH

LLYvY
9.%a

YLVI

697X

S9%d

1

TovY

8G¥%d

95V
GS¥S

8YYH
LY

8EVH
LEVY
9EVD
62vd

TS
j147]

L1%4

ETPY

TIvV

60¥S
80%a

€0PL

T6SKH
9894
284d
6.SH
Y.LV
6954
99SN
%93k
8990
%350

6731
8751

9¥%SN

0¥y
6€Sd

9€SI

CESK

mn

Major capsid protei

e Molecule 1

27%

73%

Chain R

98T
6714

9ETIN
SETD

TETN

6C1S

LzTd
[447.%
227
801D

S0Ta
v01a

TOTW
8634
L6A
9634

T6L

0.1

S9H

29I
193

€94
670
8YN
AL

€Vl

(474§

682h
88TM

%821

6,21

SLTK

6971

YotV

iOOOO

(434}
191D

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 18

(4928

00%d
66€d

T6ed
06€d

18€bd
98€Y

£8EN

T8€Yd

8.L€D

S.ed

69€L

L9ed
99€1

voen

SGEY

2¢Ged

6ved
8YEH

9ved
SYEN

8€€Y

9Eed

€€ed
CEEL
TEEA
0EEX

8CEN

SCEL

€TEL

Teced
ozed
61€Y
L0€a
96CZKH

v621

9€ST

LeSl
9CSA

jgact

S0SA

zosh

867N

€674

9874
S8%d

€8VH

LLVN
9.%a

YLVI

697X

S9%d

L

9%V

89%d

9G¥A
SS¥S

8Y¥H
LYVH

8EVd
LEVY
9EVD
62%d

1444
j2471]

PAS L

ET7Y

12544

60%S
80%a

€071

T6SW
9854
28Sd
6.LSH
YLV
6954
995N
%934
85450
ssh
67SM

PAZNS
9%SN

0%sy
6€54

n

d prote

: Major capsi

e Molecule 1

27%

73%

Chain S

98T
671d

9ETN
SETD

TETM

6218

LT1d
(4475
YIIM
801D

S01a
vo1a

TOTW
8634
L6A
9634
TeL
061
680
L8N
284

S.d
TLW

041
6971
894
198
SOH

[4°2%
194

€94

670

{4148

682h
88TM

821

6.LTL

SLTK

€0¥L
14928

00%3
66€d

T6€d
06€d

18¢€b
98€X

E€8EN

18¢eY

8L€D

S.eQ

69€L

L9eQ
99€'1

v9en

SGEY

[4siocs

67ed
8YEH

9ved
SYEN

8EEY.

9€eY

€EET
CTEEL
TEEA
0EEA

8CEN

SCEL

€TEL

T2ed
ozed

L0€Q

96CH

7621

9€SI

CTESK

LTSL
9ZSA

vesy

S0SA

z0sh

867N

£6vd

9874
S8%d

€8VH

LLVN
9.%Q

YLVI

6974

S9%d

L

TovY

8G%d

9SVA
SSPS

2i747:¢
LYY

8EVH
LEDY
9EVD
62%d

zeyrs
j247]

L1749

€174

TI9V

60%S
80%a

T6SW
9854
28Sd
6.LSH
LSV
998N
895a
%350
67SM

L¥ST
9¥SN

0¥Sx
6€5d

mn

Major capsid protei

e Molecule 1

26%

73%

Chain T

98T
671d

9ETN
SETD

TETM

6C1S

Pkqi}
[447.)
vTIM
80TD

S0Ta
vota

TOTH
863

L6A
963

67h

z6Td

6820
88TM

%821

6.CL

SLTK

60¥S
80%a

€0VL
[49728

00v3
66ed

T6eea
06€d

18¢€b
98¢ex

8¢eY
8.LED
S.ed

69€L

L9ea
99€T

voen

SGEY

6ved
8%EH

9ved
SYEN

8€€Y

9ged

€€€T
CEEL
TEEA
0EEX

8CZEA

SCeL

€CEL

T2ed
ozced
67€Y
L0ea
96T

v621

9€ST

CESA

LeSL
9CSA

jZ4act
S0SA
2osb
867N
€674

98%d
S8%d

€8VH

LLVN
9.%a

YLVI

6974

S9%d

1

T9%Y

8S¥d

9G¥A
SS¥S

€SV

8¥VH
LYV

8EVH
LYY
9EVD
627d

(447
j244]

L7194

€TV

1254

T6SKH
9854
289d
6.LSH
L9V
99SN
8950
SEED)
67SM
975N

6€54

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 19

d protein

: Major capsi

e Molecule 1

27%

73%

Chain U

98T
671d

9ETN
SETD

TETM

6CTS

LzZTH
[447.)
vTIM
80Th

S01a
vota

TOTH
8631

L6A
963

894

6vh

c6Ty

6820
88TM

7821

6.L2L

S.LTK

80¥a

€0VL
(4928

00va
66€d

T6eed
06€d

18€d
98ex

£8EN
8¢e4
8.LeD
S.ed

69€L

L9ed
99€T

voen
SGEH
67ed

9ved
SYEN

8€EY

9Eed

€€€H
CEEL
TEEA
0EEX

8ZEN

SCeL

€TEL

Teed
ozced
61€d
L0ea
96CZKH

¥621

9€ST
CESA
LeSL
9CSA
§¢SI
vz
0TGN
S0SA
2osb
867N
€674

98%d
S8%d

€8VH

LLVN
9.%d

YLvI

6974

S9%d

1

15544

8S¥d

9G¥A

2i%a7:
LYVH

8EVd
LeVY
9eD
627d

(4474
j24]

L1%d

€TV

1254

60%S

T6SH
9894
289d
6.LSH
L9V
998N
855a
Ssh
67SM

L¥ST
9%SN

(0374558
6€54

11

Major capsid protei

e Molecule 1

m

—
73%

27%

Chain V

> S

98T
6714

9EIN
SET

TETH

621S

LTTd
(445
vIIM
801D

S01a
v01a

TOTW
8634
L6A
9634
TeL
06L
680
L8N
284

S.d
TLW

0.1
691
894
198
S9H

[4°2%
794

€93
670
8N
Lva

€vL

{4148

682h
88TM

%821
6.T1

SLTK

6911

voTV

iOOOO

T9Th
1970

00%3
66€d

T6€d
06€d

18¢€d
98€X

€8EN

18¢eY

8L€D

S.ea

69€L

L9eQ
99€'1

voen
SGeY
6%Eq

9ved
SYEN

£VED

Ted

L0€Q
96CH

7621

LTSL
9TSA

vcsy

S0SA

T0Sh

00Sd

867N

€674

9874
S98%d

€8VH

LIV
9.%Q

YLVI

697X

S9%d

1

TovY
8G%d

9G%A
SS¥S

i747:¢
LYV

8EVH
LEYY
9EVD
62%d

(448
j247]

L1749

e17Y4

12544

607S
80%Q

€071
{4028

T6SH
9854
28Sd
6.LSH
LSV
995N
855a
%350
6791
9%SN

(0i4<):8
6€5d

9€SI

CTESK

1m

Major capsid protei

e Molecule 1

27%

73%

Chain W

9STY
671d

9ETN
SETD

TETM

621S

Lz2Td
[447.)
TN
80T

S0Ta
vota

TOTH
863

L6A
963

670
8¥N
1va

€7l

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 20

c6Ty

682h
88TM

¥8C1
6.T1L

SLTK

voTV

o o & 2 4

29Th
1910

60¥S
80%a

€0PL
(4028

00%a
66€d

T6eea
06€d

18¢€b
98¢ex

8¢e4
8.LeD
S.ea

69€L

19ea
99€T

v9en

G5eY

6ved
8YEH

9ved
SHEW

8€EY

9geY

€€€T
CEEL
TEEA
0EEX

8CZEN

Scel

€CEL

TCed
oced
67€Y
L0ea
96CH

¥621

0¥y
6€Sd

9€SI

CESA

LTSL
9ZSA

jZact
S0SA
2osb
867N
€674

98%Y
S8%d

€8VH

LLYvY
9.%a

YLVI

6974

S9%d

1

T9%V

8S¥d

1728
SS¥%S

2ia7:
LYN

8EVH
LEVY
9E7D
62%d

[4474
j147%]

L7194

ETPY

TI%V

T6SH
9894
289d
6.LSH
YLV
6994
99SN
7994
859a
bAED]
675M

975N

111

Major capsid protei

e Molecule 1

m

26%

74%

Chain X

98T
671d

9€TIN
SETY

TETN

6C1S

LzTd
[447.%
YIIM
801D

S0Ta
v01a

TOTW
8634
L6A
9634
T6L
06L
680
L8N
284

S.d
20

0.1
691
894
198
S9H

29I
1934

€94
670
8N
Lva

evL

262d

682h
88TM

%821
6,21

SLTA

6971

60¥%S
80%a

€0%L
[49i23

0073
66€d

T6€d
06€d

18¢€b
98ex

1884
8.L€D
S.ea

69€L

L9€Q
99€'1

w9en
SGeY
67ed

9ved
SYEN

8EEY

9€eY

€eed
CEEL
TEEA
0EEA

8CEA

SCEL

E€TEL

124°5)
ozed
61€Y
L0€Q
96CZH

v6T1

(0)4<):8
6€5d

9€SI

CTESK

LeSL
9CSA

jZ4ct
S0SA
20sb
86¥N
€674

9874
S8%d

€8YH

LLYA
9.%Q

YLYI

6974

S9%d

L

TOvV

8G¥d

9G¥X
SG¥S

8Y¥H
LYPH

8€vd
LevYd
9ETD
62%d

2Tvs
j2470]

L1%4

€174

135414

T6SW
9854
28Sd
6LSH
VLSV
998N
85SQ
%350
6%SM

9%SN

11

d prote

jor capsi

Ma

e Molecule 1

27%

73%

Chain Y

9STA
671d

9ETN
SETD

TETM

6218

LTTd
(445
YN
807D

s0ta
vota

TOTW
863
LBA
963
TeL
06L
680
L8N
28y

S.d
YLK

0LT
691
894
1,98
SOH

[4:2%
194

€83

670

7621

262d

6820
88TM

¥8C1

6.LTL

SLTK

]
€0vL
(4928

00%a
66€d

T6eea
06€d

18€b
98€eX

E£8EN
T8¢eY
8.L€D
S.ea

69€L

19ea
99€T

v9en
GSeY
csed
6ved

9ved
SYEN

8EEY

9€eY

€€ET
CEEL
TEEA
0EEX

8CZEN

SCEL

€CEL

T2ed
oced
67€Y
L0€a

96CH

|
LTSL
9TSA

TSy

S0SA

20Sb

00Sd

86¥N

e6vd

9874
S8%d

€8VH

LLYN
9.%a

RLDWIDE

YLVI

697X

S9%d

L

197V

8G%d

128
SSVS

€SP

2i747:
LY

8EVH
LEVY
9EVD
62%d

oews
j147]

L1194

€TPY

TI%V

60¥S
80%a

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 21

T6SH
9854
28Sd
6.LSH
Y.LV
995N
855d
bAED]

67SM
8751

97SN

(0374528
6€54

9€ST

CESK

11

Major capsid protei

e Molecule 1

26%

74%

Chain Z

1910
98T
6¥13

9ETN
SETY

TETH

621S
LzTd
[449.%
17427
801D

S0Ta
v01a

TOTW

680

20

0.1
691
894
198

29I
1939

€93
670
8N
L¥a

evL

7621

(414

682h
88CM

%821

6,21

S.LCh

692

SSCI

CETS

LTTA

S¢T

0ged

(454

oTeL

L0TM
90zd

£02D

00z3

L6TD

S6TV
¥6Td
€6TL
[4:199
T61d

Z8TA

S.1a
PLIN

6971

POtV

i”.’

T9Th

2544

60¥S
80%a

€071
[49i23

00%d
66€d

T6€d
06ed

18¢€b
98€)

18¢€d
8.L€D
S.ea

69€L

L9€Q
99€1

¥9en

eeion

67ed
8VEH

9ved
SYEN

8EEY

9EEY

€eed
CEEL
TEEA
0EEA

8CEA

SCEL

£CEL

T2ed
ozed

L0EQ

96CH

675N
9%SN
6€5d
CTESK
pXachn
92ZSA
2SI
vesy
OTSN
S0SA
20sb
86¥N

€674

9874
S8%d

€8YH

LLYA
9.7

YLYI

6974

S9%d

L

TO%V

8G%d

9G¥A
SG¥S

8YYH
LYY

8evHd
LeVY
9ETD
62vd

2Tvs
j2470]

L1%4

€174

T6SW

9854

28Sd

6LSH

VLSV

99SN

8550

ili]

11

Major capsid protei

e Molecule 1

26%

73%

Chain 1:

1910
98TH
6%1d

9ETN
SETD

TETM

6218

LTTd
(445
YN
807D

sota
vo1a

TOTW

680

0LT
691
894
1,98

291
194

£9Y
6%
8¥N
1va

E€7L

96CH

7621

26Ty

682h
88TM

¥8C1

6.LTL

S.CA

6923

§SCI

CETS

LTTA

21

0zed

[454-¢

() 1AN

902d

€029

00T

L6TD

S6TV
761d
€6TL
TBTA
T61d

T8TA

S.1a
YLIN

6971

voTV

i’OQO

29Th

00va
66ed

T6€ed
06€d

18€d
98€eX

E€8EN

T8€YH

8.L€D

§.ea

69€L

19ea
99€T

79en

9ZSA

Ty

S0SA

[ olsli]

86¥N

€674

98%Y4
G8%d

€8%H

LLYY
9.%a

YLVI

697X

S9%d

1

TovY

8G%d

9874
SS%S

€5vd

8¥YVH
LYY

8EVH
LEVY
9EVD
62vd

oTvs
j147%]

L1%4

eT7Y4

TIvV

60¥S
80%a

€0VL
(4028

T6SH
9854
289d
6.LSH
Y.LV
998N
899a
%350
6%SM
9¥SN

0¥y
6€54

CESK

mn

Major capsid protei

e Molecule 1

27%

73%

Chain 2

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 22

98T
671d

9€TN
SETD

TETM

6218

4]
(445
YIIM
801D

S0t1a
vo1a

TOTW
863
L6A
963
TeL
061
680
L8N
8y

S.d
TLW

0.7
691
894
198
SOH

291
194

foiey
670
87N
Lva

€¥L

7621

2628

682h
88TM

78C1

6.LTL

SLTK

6911

vo1V

ii[‘><.><><.>

T9Th
1970

€0vL
{4928

00%a
66€d

T6€d
06€d

18¢€b
98€Y

T8€Y

8.L€D

§.ea

69€L

19ed
99€T

79en

SSEY

6%eq
8%EH

9ved
SYEW

£%€D

7ed

8€EY

9€eY

€EET

9€SI

CTESK

1251
9ZSA

vesy

S0SA

20Sh

867N

e6vd

98%Y
S8%d

€8VH

LLYN
9.%Q

YLVI

697X

S9%d

L

TovY

8G%d

95V
GSPS

8YYH
LY

8EVH
LEVY
9EVD
62vd

eys
1290

L1%4

€TPY

TIVV

60%S
80%a

T6SW
9854
¢8Sd
6.LSH
LSV
998N
899a
%350

6%SM
8¥SL

9%SN
0¥Sx
6€Sd

in

d prote

: Major capsi

e Molecule 1

27%

73%

Chain 3

98T
6v1d

9ETN
SETD

TETM

6C1S

Pkqi)
(447,
227
80Th

S0Ta
vota

TOTH

690
8YN
Lva

€7l

262d

682
88TM

%821

6,21

SLTK

voTV

o o & 2 4

434}
1910

CESA

LTSl
9CSA

jgactt

S0SA

z0sh

00Sd

867N

€674

98%Y
S8%d

€8VH

LLVN
9.%a

YLVI

697X

S9%d

L

9%V

89%d

9G¥A
SSG¥S

8Y¥H
LYVH

8EYd
LEVY
9EVD
62%d

(4474
j247]

L1%d

£T7Y

12544

60%S
80%a

165K
9894
z8sd
6LSH
BLSY
998N
8550
ssh

67SM
8L

9%SN

(0374558
6€5d

9€ST

11

Major capsid protei

e Molecule 1

26%

73%

Chain 4

1910
98T
6¥13

9€TN
SETH

TETM

6218

pXqii]
(441
YIIM
807D

S0Ta
701Q

TOTW

061
680

L8N
284

S.d
TLW

0.1
691
894
198

[4°2%
194

€94

670
87N

V621

{4148

682h
88TM

821

6.LTL

S.LCk

692

SSCI

TETS

LTTA

§2T1

0ze4d

[454-§

oreL

L0Th
902d

€02D

0023

L6TD

S6TV
¥61d
€6TL
143198
T61d

Z8TA

S.1a
YLIN

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 23

80%a

€0VL
(4928

00%d
66€d

T6€ed

61€Y

L0€da

962K

6€54

CESA

LeSl
9CSA

jgact

SO0SA

z0osh

867N

€674

98%Y
S8%d

€8VH

LLVN
9.%a

YLVI

6974

S9%d

1

9%V

89%d

9G¥A
SSG¥S

€674

8Y¥H
VA7)

8EYd
LEVY
9ETD
627d

[4474
j2471]

L1%d

£T7d

12544

60%S

T6SKH
9854
288d
6.LSH
LSV
998N
895a
bEE]
67SM
9%SN

(0374558

n

d prote

: Major capsi

e Molecule 1

27%

73%

Chain 5

9STA

671d

9ETN
SETD

TETM

6218

LT1d
(4475
YIIM
801D

S01a
vo1a

TOTW
8634
L6A
9634
TeL
061
680
L8N
284

S.d
TLW

041
6971
894
198
SOH

[4°2%
194

€94

670

{4148

682h
88TM

821

6.LTL

SLTK

TI9V

60¥S
80%Q

€071
14928

0073
66€d

T6ed
o6ed

18¢€b
98¢ex

18¢€d
8.LED
S.eQ

69€L

L9eQ
99€1

v9eN
feisior§
67€d

9ved
SYEN

8EEY.

9€eY

€EET
CTEEL
TEEA
0EEA

8CEN

SCEL

€TEL

T2ed
ozed

L0€Q

96CH

7621

(04<):8
6€Sd

9€SI
CTESK
1251
92ZSA
§2SI
vesy
0TSN
S0SA
20osb
86¥N
€674

9874
S8%d

€8VH

LLYY
9.%a

YLYI

6974

S9%d

L

TOvV

8S¥d

9S¥A
SSPS

8Y¥H
LYYW

8evd
LevY
9ETD
62%d

aTys
j247)]

L1%4

€TPY

T6SW
9854
28Sd
6.LSH
LSV
699)
995N
Y95k
85Sa
%350
6%SM

9%SN

mn

Major capsid protei

e Molecule 1

27%

72%

Chain 6

98T
671d

9ETN
SETD

TETM

6C1S

Pkqi}
[447.)
vTIM
80TD

S0Ta
vota

TOTH
863

L6A
963

67h

z6Td

6820
88TM

%821

6.CL

SLTK

T6ed
06ed

18€D
98eM

€8EN

T8€Y

8.LED

S.ea

69€L

19ea
99€T

¥oen

96T

v621

9CSA

jZactt

S0SA

Tosh

867N

€674

9874
S$8%d

€8%H

LLYY
9.%a

YLvI

L1974

€T

12544

60%S
80%a

€0VL
(49728

00%d
66€d

T6SW
9894
289d
6.LSH
YLV
995N
8G5d
5Sb

67SM
8YSGL

975N

[0)745):8
6€5d

9€ST
CESA

LeSl

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 24

in

d prote

: Major capsi

e Molecule 1

27%

72%

Chain a

671d

9ETN
SETD

TETM

6C1S

Pkqi}
(447
vTImM
80Th
S0tTa
vota
€0TA
TOTH

8631

L6A
963

894

6vh

c6cy

682h
88TM

7821
6.LCL

S.LTK

6924
§G92I
cETS
LTTA
§See
0zced
g1ed
0121

Lozu
902d

€02
00Ta
L6810
S6TV
76Td
€6TL
TBTA
T61d

Z8TA

S.1d
TLIN

60%S
80%a

€0VL
(49728

00va
66€d

T6ed
06€d

18¢b

9€ST
CESA
LeSL
9CSA
§¢SI
vz
0TGN
S0SA
2osb
867N
€674

98%d
S8%d

€8VH

LLVN
9.%d

YLvI

6974

S9%d

1

15544

8S¥d

9G¥A
SG¥S

iz
LYYW

8EYd
LeVY
9EVD
627d

[4474
1270

L1%d

€TV

1254

T6SH
9854
289d
6.LSH
Y.LV
6954
995N
%994
8G5a
Ssh

67SM
8¥SL

975N

(0374558
6€54

11

Major capsid protei

e Molecule 1

m

—
73%

27%

Chain b

> S

98T
6714

9EIN
SET

TETH

621S

LTTd
(445
vIIM
801D

S01a
v01a

TOTW
8634
L6A
9634
TeL
06L
680
L8N
284

S.d
TLW

0.1
691
894
198
S9H

[4°2%
794

€93
670
8N
Lva

€vL

{4148

682h
88TM

%821
6.T1

SLTK

6911

voTV

iOOOO

T9Th
1970

60¥S
80%a

14928

0073
66€d

T6€d
06€d

18¢€b
98ex

8L€D
S.ea

69€L

L9eQ
99€1

voen

SGEY

2¢Sed

67€d
8YEH

9ved
SYEN

8EEY

9€eY

€E€T
CEEL
TEEA
0EEX

8CEN

STEL

€TEL

T2ED
ozed
61€Y
L0€Q
96CH

7621

6€Sd

9€SI

CTESK

pXachn
9CSA

vesy
S0SA

20sb

008d

86¥N

€674

9874
S8%d

€8YH

LLYN
9.%a

YLYI

6974

S9%d

L

TO%V

85¥d

9G¥A
8PS

8YYH
LYY

8€Vd
Levyd
9ETD
62%d

cTys
j2470]

L1948

€174

135414

T6SW

9854

2¢8Sd

6.LSH

LSV

699%

998N

7994
8550
%350
6%SM
9%SN

(0N

1m

Major capsid protei

e Molecule 1

27%

73%

Chain c

9STY
671d

9ETN
SETD

TETM

621S

Lz2Td
[447.)
TN
80T

S0Ta
vota

TOTH
863

L6A
963

670
8¥N
1va

€7l

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 25

7621

c6Td

6820
88TM

%821

6.LCL

SLTK

voTV

o o & 2 4

29Th
1910

00va
66ed

T6ed
06ed

18€0
98€eM

€8EN

T8€Yd

8.L€D

§.ed

69€L

19ea
99€T

7oen

9ZSA
SeSI
YTy
0TSN
SO0SA
20osh
86¥N
€674

98%Y4
98%d

€8VH

LLYY
9.%a

YLVI

6974

S9%d

1

T9%Y

85%d

9S%A
SS7S

8YVH
LYPN

8EVH
LEVY
9EVD
62vd

2ews
1Tvd

L1%4

ET7Yd

TI9V

60¥S
80%a

€0VL
[49728

T6SH
9894
285d
6.LSH
Y.LV
99SN
859a
7SS0
675M
9%SN

[0)725:8
6€54

9€ST
CESA

LeSl

111

Major capsid protei

e Molecule 1

m

26%

74%

Chain d

1910
98T
6713

9ETIN
SETD

TETH

621S
LzTH
[441.%
17427
801D

S0Ta
v01a

TOTW

680

20

0.1
691
894
198

29I
1934

€94
670
8N
Lva

evL

7621

(4374

682h
88CM

%821

6,21

SLTA

6923

SSCI

CETS

LTTA

S¢e

0ged

(454

oTeL

L0TM
902d

£02D

00zd

L6TD

S6TV
¥6Td
€6TL
(43199
T61d

Z8TA

S.1d
PLIN

6971

POtV

i”.’

T9Th

2544

60¥%S
80%a

€071
[4923

00%d
66€d

T6€d
06€d

18¢€b
98¢€x

£8EN
18¢€4d
8.L€D
SLeQ

69€L

L9€Q
99€1

voen
leion
67€Q

9ved
SYEN

8EEY

9EEY

€€ed
CEEL
TEEA
0EEA

8CEA

STEL

£CeL

T2€ed
ozed

L0EQ

96CZH

9%SN
6€5d
CTESK
LeSL
9CSA
2SI
jZ4°t
OTSN
S0SA
20sb
86¥N
€674

9874
S8%d

€8YH

LLYN
9.%a

YLYI

6974

S9%d

1

TO%V
8G¥d

9G¥X
SSG¥S

8Y¥H
LYY

8evHd
LevY
9ETD
62%d

2Tvs
j247)]

L1%4

€T7Y

T6SW

9854

289d

6.LSH

VLSV

99SN

855Q

i)

6%SM

11

Major capsid protei

e Molecule 1

26%

73%

Chain e

671d

9ETN
SETD

TETM

6218

LTT0
(445
YIIM
801D
s0ta
vot1a
€0TA
TOTW
863
LBA
963
TeL
06L
680
L8N
28y

S.d
YLK

0LT
691
894
1,98
SOH

[4:2%

262d

682h
88TM

78¢1
6.LTL

S.LTK

6924
§9¢I
CETS
LTTA
§2T1
0zed

2¢1ed

()48

Lozh
902d

€02
0023

1610

S6TV
761d
€6TL
(4198
T61d

28TA

S.1a
YLIN

60¥S
80%a

€0VL
(4928

00%a
66€d

Teea
06€d

18¢€b

6€Sd

9€SI

CESK

1251
9ZSA

jZact
G0SA
20sb
867N
€674

98%Y
S8%d

RLDWIDE

€8VH

LLYY
9.%a

YLvI

6974

S9%d

1

T9%V

8S¥d

9SVA
GSPS

8¥YH
LY

8Evd
LEVY
9D
62%d

TS
j147]

L7194

€TPY

TI%V

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 26

T6SKH
9854
289d
6.LSH
LSV
99SN
859a
bAED]

675M
8¥SL

975N

in

d prote

: Major capsi

e Molecule 1

u

26%

73%

Chain f

1910
98T
6¥13

9ETN
SETY

TETH

621S

LzTd
[449.%
17427
801D

S0Ta
v01a

TOTW

680

20

0.1
691
894
198

29I
1939

€93
670
8N
L¥a

evL

96ZH

7621

(414

68zh
88TM

%821

6.21

SLTA

6923

SSCI

CETS

LTTA

S¢e

0ged

(434

oTeL

90zd

£02D

00z3

L6TD

S6TV
¥6Td
€6TL
[4:199
T61d

Z8TA

S.1a
PLIN

6971

POtV

i”.’

T9Th

£0%L
14928

00%3
66€d

T6€d
06€d

18¢€d
98N

£8EN

1884

8LED

S.ea

69€L

L9€Q
99€1

woen

CTESK

9TSA

vcsy

S0SA

zosh

867N

€674

9874
S98%d

€8VH

LIV
9.%Q

YLVI

697X

S9%d

1

TPV

8G%d

9§74
SS¥S

€974

8Y¥YH
LYV

8EVH
LEVY
9eVd
62%d

(44743
j247]

L1948

€TPY

12544

60%S
80%Q

T6SKW

9854

28Sd

6.LSH

VLSV

998N

855a

%350

6%SM

9%SN

(04N
6€5d

11

Major capsid protei

e Molecule 1

27%

73%

Chain g
oo

9S8
671d

9ETIN
SET

TETH

621S

LTTd
{447}
YIIM
801D

S01a
v01a

TOTW
8634
L6A
9634
TeL
061
680
L8N
284

S.d
TLW

041
691
894
198
S9H

[4°2%
199

€93
670
8N
Lva

€vL

{4148

682h
88TM

%821
6.21

SLTK

6911

otV

i0000

T9Th
1970

14928

00%a
66€d

T6€d
06€d

18¢€d
98€X

€8EN

18¢eY

8L€D

S.ea

69€L

L9eQ
99€'1

voen

SGEY

2¢Sed

67€d
8YEH

9ved
SYEN

8EEY.

9€eY

€E€T
CEEL
TEEA
0EEX

8CEN

STeL

€TEL

124°5)
ozed
61€Y
L0€Q
96CH

7621

LTSL
9TSA
2SI
vcsy
0TSN
S0SA
z0sh
867N
€674

9874
S8%d

€8VH

LIV
9.%Q

YLVI

6974

S9%d

1

TovY

8G%d

9SVX
SS¥S

i747:¢
LYV

8EVH
LEDY
9EVD
62%d

zeys
j247]

L1749

€T7Y

12544

607S
80%Q

€071

T6SH
9854
28Sd
6.LSH
LSV
995N
855a
%350
6791
9%SN

(02<):8
6€Sd

9€SI

CTESK

1m

Major capsid protei

e Molecule 1

27%

73%

Chain h

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 27

98T
671d

9€TN
SETD

TETM

6218

4]
(445
YIIM
801D

S0t1a
vo1a

TOTW
863
L6A
963
TeL
061
680
L8N
8y

S.d
TLW

0.7
691
894
198
SOH

291
194

foiey
670
87N
Lva

€¥L

2624

682h
88TM

7821
6.LTL

SLTK

6911

vo1V

ii[‘><.><><.>

T9Th
1970

00va
66€d

T6€d
06€d

18¢€d
98€eX

T8€Y

8L€D

§.ea

69€L

19ed
99€T

v9en

SSeY

LTSL
9TSA
G2SI
TSy
0TSN
S0SA
20sh
86¥N
€674

9874
G8%d

€8VH

LLYN
9.%a

YLVI

697X

S9%d

1

TovY

85%d

9874
SSPS

8YVH
LYPH

8EVH
LEVY
9EVD
62vd

oTys
j147]

L1%4

e17Y4

TIvV

60¥S
80%a

€071
(4028

T6SH
9854
28Sd
6.LSH
YLV
995N
859a
%350
6751
9%SN

(<)
6€Sd

9€SI

CESK

in

d prote

: Major capsi

e Molecule 1

27%

72%

111 1

Cha

98T
6v1d

9ETN
SETD

TETM

6C1S

Pkqi)
(447,
227
80Th

S0Ta
vota

TOTH

690
8YN
Lva

€7l

262d

682
88TM

%821

6,21

SLTK

voTV

b o & 2 4

434}
1910

(4928

00%d
66€d

T6ed
06€d

18€b
98€Y

T8€Y

8L€D

S.ed

69€L

L9ed
99€'1

¥oen

96CZH

¥6T1

LeSL
9TSA
§¢SI
jgactt
OTSN
SO0SA

z0sh

00Sd

€674

9874
S8%d

€8VH

LLVN
9.%d

YLVI

697X

S9%d

L

9%V

89%d

9G¥A
SS¥S

8Y¥H
LYVH

8EYd
LEVY
9EVD
62%d

1444
j247]

L1974

£T7Y

12544

60%S
80%a

€071

1631
9894
z8ad
6LSH
BLSY
6993
995N
$9SA
8550
ssh
6%SM
9%SN

(0374558
6€5d

9€ST

CESK

11

Major capsid protei

e Molecule 1

27%

72%

in j

Cha

98T
6714

9ETIN
SETD

TETN

6C1S

LzTd
[447.%
227
801D

S0Ta
v01a

TOTW
8634
L6A
9634

T6L

894

670
8YN
AL

€Vl

7621

(474

682h
88TM

%821

6,21

SLTK

6971

YotV

ii[‘><‘><><‘>

(434}
191D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 28

00%d
66€d

T6ed
06€d

18€d
98€Y

T8€Y

8L€D

S.ea

69EL

L9ed
99€'1

¥oen

SGed

2¢Ged

67€d
8%EH

9ved
SYEN

€%€D

THed

8€€Y

9Eed

€€€d

eSSl
9CSA

jgactt

S0SA

Tosh

867N

€674

9874
S8%d

E€8VH

LLVA
9.%a

YLvI

697X

S9%d

L

197V

83%d

9§74
9978

€5%d

8Y¥H
LYV

8EVd
LEVY
9EVD
62%d

[448
j247]

L1949

eT7Y4

12544

60%S
80%a

€0%L
[4028

T6SW
9894
28Sd
6.LSH
vLSY
995N
8550
5sb
67SM
8¥%SL
PAZNS

9YSN

[0)74<):8
6€5d

9€SI

CESA

n

d prote

: Major capsi

e Molecule 1

26%

73%

Chain k

98T
671d

9ETN
SETD

TETM

6218

LT1d
(4475
YIIM
801D

S01a
vo1a

TOTW
8634
L6A
9634
TeL
061
680
L8N
284

S.d
TLW

041
6971
894
198
SOH

[4°2%
194

€94

670

{4148

682h
88TM

821

6.LTL

SLTK

60¥S
80%Q

€071
14928

0073
66€d

T6ed
06€d

18¢€b
98ex

T8¢eY
8.L€D
S.eQ

69€L

L9eQ
99€1

v9en

SGEY

67€d
8YEH

9ved
SYEN

8€EY

9€eY

€€€d
CTEEL
TEEA
0EEA

8CEN

STeL

€CTEL

j24°5)]
ozced
61€Y
L0€Q
96CH

7621

(04<):8
6€Sd

9€SI
CTESK

1251
9ZSA

vesy
S0SA
20sb
867N
€674

9874
S8%d

€8VH

LLYN
9.%Q

YLYI

6974

S9%d

L

TOvV
8S¥d

9SVA
SSPS

8Y¥H
LYY

8EVH
LevY
9T
62vd

TS
1290

L1948
€174

TI9V

T6SW
9854
28Sd
6.LSH
LSV
998N
85Sa
%350
6%SM

9%SN

mn

Major capsid protei

e Molecule 1

26%

73%

Chain 1

98T
671d

9ETN
SETD

TETM

6C1S

Pkqi}
[447.)
vTIM
80TD

S0Ta
vota

TOTH
863

L6A
963

67h

z6Td

6820
88TM

%821

6.CL

SLTK

(49728

00va
66€d

T6ed
06€d

18€d

9€ST

CESA

LeSl
9CSA

jZact

SO0SA

20osh

867N

€674

9874
S8%d

€8VH

LLVN
9.%d

YLVI

6974

S9%d

1

T9%Y

8S¥%d

9S¥A

247
LYYW

8EVH
LEVY
9eVD
62%d

ceys
j247]

L1974

€TV

2544

60%S
80%a

€0VL

T6SH
9854
2¢89d
6.LSH
YLV
6994
995N
%994
8595a
SEED)
67SM
975N

6€54

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 29

d protein

: Major capsi

e Molecule 1

27%

73%

Chain m

98T
671d

9ETN
SETD

TETM

6CTS

LzZTH
[447.)
vTIM
80Th

S01a
vota

TOTH
8631

L6A
963

894

6vh

c6Ty

6820
88TM

7821

6.L2L

S.LTK

60%S
80%a

€0VL
[4928

00%3
66€d

T6ed
06€d

18¢b
98e3

8¢e4
8.LeD
S.ed

69€L

L9ed
99€T

voen
SGEH
67ed

9ved
SYEN

8€EY

9Eed

€€€H
CEEL
TEEA
0EEX

8ZEN

SCeL

€TEL

Teed
ozced
61€d
L0ea
96CZKH

¥621

9€ST

CESA

LeSL
9CSA

vz

SO0SA

20Sh

00Sd

867N

€674

98%d
S8%d

€8VH

LLWN
9.%a

YLvI

6974

S9%d

1

T9%Y

8S¥d

9G¥A
SSG¥S

€SV

8Y¥H
LYWW

8Evd
LeVY
9ETD
627d

2evs
1270

L1%d

€TV

TI%V

1651
9894
z8sd
6LSH
BLSY
6993
993N
$9GA
899a
Ssh

67SM
8¥SL

975N

(0374558
6€54

11

Major capsid protei

e Molecule 1

m

27%

—
73%

Chain n

> S

98T
6714

9EIN
SET

TETH

621S

LTTd
(445
vIIM
801D

S01a
v01a

TOTW
8634
L6A
9634
TeL
06L
680
L8N
284

S.d
TLW

0.1
691
894
198
S9H

[4°2%
794

€93
670
8N
Lva

€vL

{4148

682h
88TM

%821
6.T1

SLTK

6911

voTV

ii[‘><‘><><.>

T9Th
1970

00%3
66€d

T6€d
06€d

18¢€d
98€X

€8EN

18¢eY

8L€D

S.ea

69€L

L9eQ
99€'1

voen
SGeY
6%Eq

9ved
SYEN

£VED

Ted

L0€Q
96CH

7621

CTESK

pXa<hn
9TSA

vcsy

S0SA

z0sh

867N

€674

9874
S98%d

€8VH

LIV
9.%Q

YLVI

697X

S9%d

1

TovY
8G%d

9G%A
SS¥S

i747:¢
LYV

8EVH
LEYY
9EVD
62%d

(448
j247]

L1749

e17Y4

12544

607S
80%Q

€071
{4028

T6SW
9854
2¢8Sd
6.LSH
LSV
995N
855a
%350
6751
9¥SN

(0i4<) 8
6€Sd

9€SI

1m

Major capsid protei

e Molecule 1

26%

73%

Chain o

9STY
671d

9ETN
SETD

TETM

621S

Lz2Td
[447.)
TN
80T

S0Ta
vota

TOTH
863

L6A
963

670
8¥N
1va

€7l

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 30

o o & 2 4

c6Ty

682h
88TM

¥8C1

6.T1L

SLTK

voTV

29Th
1910

60¥S
80%a

€0PL
(4028

00%a
66€d

T6eea
06€d

18¢€b
98¢ex

8¢e4
8.LeD
S.ea

69€L

19ea
99€T

v9en
G5eY
csed
6%ed

9oved
SPEN

8€EY

9€geY

€EET
CEEL
TEEA
0EEX

8CZEN

GCEL

€CEL

Teed
ozced

L0ea

96CH

¥621

9€SI
CESA
LTSL
9ZSA
§¢SI
vz
0TSN
S0SA
2osb
867N
€674

98%Y
S8%d

€8VH

LLYvY
9.%a

YLVI

6974

S9%d

1

T9%V
8S¥d

1728
SS¥%S

2ia7:
LYN

8EVH
LEVY
9E7D
62%d

[4474
j147%]

L7194

ETPY

TI%V

T6SKH
9894
289d
6.LSH
L9V
99SN
899a
bAED]
67SM
975N

(0372508
6€54

111

id prote

Major caps

e Molecule 1

—
73%

27%

Chain p

98T
671d

9ETN
SETD

TETM

6C1S

LzTH
[447.)
vTIM
80Th

S0Ta
vota

TOTH
863
LBA
963
T6L
06L
680
L8N
[4:1:1

S.d
2

0.1
691
894
1,98
S9H

(428
193

€94
67h
8N
Lva

€71

c6Ty

6820
88TM

¥8C1

6.2L

SLTA

vo1TV

o o & 2 4

29Th
1910

00va
66€d

T6ed
06€d

18€D
98€M

T8€Y

8.L€D

§S.ea

69EL

19ea
99€'T

7oen

SGed

CESA

LeSL
9CSA

jgact

SO0SA

20osh

867N

€674

9874
S98%d

€8VH

LLVN
9.%a

YLVI

697X

S9%d

1

199V

8S%d

9G¥A
SS¥S

8¥YVH
LYVH

8EVH
LEVY
9EVD
62%d

[4478)
j247]

L1%4

ETHY

2544

60%S
80%a

€0VL
(4028

1681
9894
z8sd
6LSH
BLSY
6993
993N
9G4
8540
Ssh
6%SM
9%SN

(037458
6€94

9€ST

11

Major capsid prote

e Molecule 1

27%

73%

Chain q:

9STH
6v1d

9ETN
SETD

TETM

6C1S

Pkqi)
[447.%
§227:
80Th

S0Ta
vota

TOTH
8634
L6A
9634

T6L

894

690
8YN
Lva

E€vL

7621

262d

682
88TM

%821

6,21

SLTK

voTV

o o & 2 4

T9Td
1910

€0VL
[4928

00%d
66€d

T6ed
06€d

18€bd
98€Y

£8EN

8¢eY

8.0

S.ed

69€L

L9€d
99€'1

voen
SGEY
csed
6ved

9ved
SPEN

8EEY

9EEY

€€€d
CEEL
TEEA
0EEX

8CEA

SCEL

€TEL

T2ed

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 31

LeSL
9CSA

vz

S0SA

20sh

00Sd

867N

€674

9874
S8%d

€8VH

LLVN
9.%a

YLVI

697X

S9%d

1

T9%Y

8S¥%d

9G¥A
SS¥S

€SV

2i%7:
LYVH

8EVH
LEVYH
9EVD
627d

(4474
j24]

L1%d

€TV

254

60%S
80va

T6SH

9854

289d

6.LSH

YLV

998N

8550

Ssh

67SM

9%SN

[0)745):8
6€54

9€ST

CESK

11

Major capsid protei

e Molecule 1

m

27%

73%

Chain r

> S

1910
98T
6¥13

9€TN
SET

TETM

621S

LzTd
(441
174370
801D

S0TQ
v01a

TOTW

680

0.1
691
894
198

[4°)%
199

€94
670
87N
L%a

€vL

7621

262d

682h
88TM

%821

6.21

S.CA

692

SSCI

TETS

LTTA

S¢e

0ced

[414:

oreL

L0TM
902d

]

00z3

L6TD

S6TV
¥61d
€6TL
(43193
T61d

Z8TA

S.1a
YLIN

6971

voTV

iii<‘><‘><‘><‘>

T9Th

14928

00%3
66€d

T6€d
06€d

18¢€d
98€X

T8¢€Y

8L€D

S.ea

69€L

L9ed
99€'1

v9en

SGeY

[4sjocy

6%eq
8YEH

oved
SYEN

E£VED

ed

L0EQ

96CH

CTESK

LTS
9TSA

vesy

S0SA

z0sh

867N

€674

9874
S8%d

€8VH

LIV
9.%Q

YLVI

697X

S9%d

1

TovY

8G%d

9SVA
SS¥S

i747:¢
LYV

8EVH
LEYY
9EVh
62%d

[44 74
j247]

L1749

€T7Y

12544

60%S
80%Q

€071

T6SH
9854
28Sd
6.LSH
LSV
699)
995N
Y95k
855a
%350
6%SM

L¥ST
9%SN

6€5d

11

Major capsid protei

e Molecule 1

27%

73%

Chain s

671

9ETN
SETD

TETM

621S

LTT0
(447
295}
807D
S0Ta
vota
€0TA
TOTH

863

LBA
963

670
8¥N
Lva

€71

z62Y

682h
88TM

78C1
6.TL

SLTK

6924
ista
CETS
LTTA
§2TT
0zed
¢1ed
0121

LozK
902d

€02
00Ta
L6810
S6TV
76Td
€6TL
TBTA
T61d
Z8TA

S.1a
YLIN

6911

(4928

00va
66ed

T6eea
06€d

18€b

CESA

LTSL
9ZSA

vz

S0SA

20sh

86YN

€674

98%Y4
98%d

€8VH

LLYY
9.%a

YLVI

697X

S9%d

L

T9%Y
8S¥%d

9SVA
SS¥S

2i47:
LYY

8EVH
LEVY
9EVD
62vd

(444
1290

L1%4

€Y

TI%V

60%S
80%a

€0VL

T6SH
9894
289d
6.LSH
YLV
99SN
899a
bAED]
67SM
975N

(037258
6€94

9€ST

11

Major capsid protei

e Molecule 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 32

27%

73%

Chain t

98T
671d

9ETIN
SETY

TETN

6C1S

LzTd
[447.%
§227:
801D

S01a
v01a

TOTW
8634
L6A
9634

T6L

894

670
8YN
AL

€vL

{474

682h
88TM

%821
6,21

SLTK

6971

YotV

i.‘.’

[4:34)
1910

6ved

9ved
SYEN

8EEY

9EeY

€eed
CEEL
TEEA
0EEX

8CEA

SCEL

E€TEL

1%4°5)
ozed
61€Y
L0€Q
96CZH

v6T1

9€ST
CTESK
LeSL
92¢SA
§¢SI
j44L
OTSN
S0SA
20sb
867N
€674

98%4
S8%d

€8YH

LLVN
9.%Q

YLYI

6974

S9%d

L

TOvV

8S¥d

9G¥A
SG¥S

8Y¥H
LYY

8Evd
Levyd
9ETD
62%d

(4474
1290

L1%4

€174

125414

T6SW
9854
28Sd
6.LSH
VLSV
998N
8550
%350

6%SM
8¥SL

9%SN

(074):8
6€5d

11

Major capsid protei

e Molecule 1

27%

73%

Chain u

9STA
671d

9€TN
SETD

TETM

6218

pXai]
(445
vTIM
801D

S0tTa
vota

TOTW
863
L6A
963
TeL
06L
680
L8N
8y

S.d
220

0.7
691
894
198
SOH

291
194

€9%

670
87N

7621

262d

6820
88TM

¥8C1

6.LTL

SLTK

(4928

00va
66ed

T6ed
06€d

18¢€b
98€eY

€8EN

18¢eY

8L€D

§S.ea

69€L

19eQ
S9€T

79en
SSEY
6%EQ

9ved
SYEW

£%€D

7ed

8EEY.

9€eY

E€EET
CEEL
TEEA
0EEA

8CZEN

SCEL

€CEL

T2ed
ozced
67€Y
L0ea

96CH

LTSL
9TSA
G2TSI
vz
0TSN
S0SA
20sh
867N
£6vd

98%Y4
S8%d

€8VH

LI
9.%a

YLVI

697X

S9%d

L

TovY
89%d

128
SSPS

8¥VH
LY

8EVH
LEDY
9EVD
62vd

eers
j147]

L1%4

ETPY

TTVV

60%S
80%a

€071

T6SH
9854
28Sd
6.LSH
Y.LV
998N
899a
%350
6731

L1991
9%SN

0¥Sx
6€Sd

9€SI

CESK

mn

Major capsid protei

e Molecule 1

27%

73%

Chain v

6714

9ETIN
SETD

TETM

6C1S

Pkqii)
[447.%
227
801D
S0Ta
vo1a
€0TA
TOTW

8634

L6A

9634

T6L

894

670

262d

6820
88TM

7821
6,21

S.LTK

6921
§SCI
CETS
LTTA
See
0zed
(454
0T2L

L02ZM
902d

€02
00cd
167D
S6T1V
¥61d
€6TL
(43199
T61d

Z8TA

S.1d
TLIN

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 33

12544

60%S

(037458
6€54

9€ST

CESA

LeSL
9CSA

jgéct
S0SA

20sb

00Sd

86¥N

€674

98%Y
S8%d

€8YH

LL¥Y
9.7

YLYI

6974

S9%d

L

TPV

8G¥%d

9G¥A
SG¥S

8¥¥H
LYY

8evH
LYY
9ETh
627d

2evs
1270

L1%d

€T7Y

T6SH
9854
2¢8Sd
6.LSH
vLSY
6994
995N
%934
8GSa
FEE]
67SM

9%SN

11

Major capsid protei

e Molecule 1

27%

72%

Chain w

6714

9ETIN
SETD

TETH

6218

LTTd
(4475
YIIM
801D
S01a
v01a
€0TA
TOTW
8634
L6A
9634
TeL
061
680
L8N
284

S.d
TLW

041
6971
894
198
SOH

[4°2%

{4148

682h
88TM

821
6.LTL

SLTK

6924
§S9¢I
CETS

LTTA

§2T1

0ze4d

2¢1ed

0oTCL
902d
€02
0023

167D

S6TV
v61d
€611
(43198
T61d

Z8TA

SL1a
YLIN

66ed

T6€d
06€d

L8€d
98€eX

€8EN

T8€Y

8L€D

S.ea

69€L

L9ed
99€T

voen

SGeY

¢sed

6%Eq
8%EH

9ved
SYEN

£¥€D

9ed

8EEY.

9€eY

€EET
CTEEL
TEEA
0EEA

8CEN

SCEL

€TEL

T2ed
ozed

L0€Q

96CH

7621

SGCSI
vcsy

0TSN

S0SA

20sh

867N

€674

9874
98%d

€8YH

LLVY
9.¥Q

YLVI

697X

S9%d

L

TovY

8Gvd

9874
el

2i47:¢
LYV

8€VA
LEVY
9EVD
62vd

(444
TZvd

L1749

eT7Yd

TIvV

60¥S
80%Q

€0%L
(4928

00%a

T6SW
9894
28Sd
6.LSH
LSV
99SN
855a
i)
6%SM
9%SN

079y
6€Sd

9€SI
CESK

prachn
92ZSA

mn

Major capsid protei

e Molecule 1

26%

73%

Chain x

98T
671d

9ETN
SETD

TETM

6C1S

Pkqi}
[447.)
vTIM
80TD

S0Ta
vota

TOTH
863

L6A
963

67h

z6Td

6820
88TM

%821

6.CL

SLTK

60¥S
80%a

€0VL
[49728

00%3
66ed

T6ed
06€d

18¢b
98¢ex

8¢e4
8.LeD
S.ed

69€L

L9ed
99€T

voen
feieiot
6ved

9ved
SYEN

8€€Y

9ged

€€€T
CEEL
TEEA
0EEX

8CZEA

SCeL

€CEL

T2ed
ozced
67€Y
L0ea
96T

v621

6€54

9€ST

CESA

LeSL
9CSA

jZact
S0SA

20sb

00Sd

86YN

€674

98%4
S8%d

€8VH

LL¥N
9.%d

YLvI

6974

S9%d

L

15544

85¥d

9G¥A
SG¥%S

8¥VH
LYVH

8EVH
LYY
9eTh
627d

2evs
j244]

L7194

€T

TI%V

T6SKH
9854
289d
6.LSH
L9V
99SN
8950
SEED)

67SM
8751

9%SN

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 34

in

d prote

: Major capsi

e Molecule 1

26%

74%

1910
98T
6713

9ETN
SETD

TETM

6218

P4l
YIIM
801D

S0tTa
vo1a

TOTW

670
87N

7621

262d

6820
88TM

¥8C1

6.LTL

SLTK

69¢d

§SCI

TETS

LTTA

§2eT1

0zzd

[454-¢

0Tl

80¢H
L0gM
902d

€02D
00z
L6TD
S6TV
761d
€6TL
TBTA
T61d

T8TA

S.1a
YLIN

80%a

€0vL
{4928

00%a
66€d

Teea
06€d

18¢€d
98€Y

£8EN
T8eY
8.LED
S.eQ

69€L

L9eQ
99€T

v9en
isior s
¢sed
67€d
9ved

8EEY.

9€eY

E€EET
CEEL
TEEA
0EEA

8CZEN

SCEL

€CEL

T2ed
oced
67€Y
L0ea

96CH

9%SN

0¥Sx
6€5d

9€SI
CESK

1251
9ZSA

/4t
S0SA
20sb
86YN
€674

98%Y
S8%d

€8VH

LLvN
9.%a

6974

S9%d

L

TO%V
8S¥d
128

8¥YH
LY

8EVH
LEVY
9EVD
62%d

s
j147]

L7194
€TPY
TI9V

60%S

T6SW
9854
289d
6.SH
L9V
998N
855a
%350
6%SM

L¥ST

mn

Major capsid protei

e Molecule 1

26%

73%

Chain z

98T
671d

9ETN
SETD

TETM

6C1S

LzTd
[447.%
227
801D

S0Ta
vota

TOTH

67h

7621

262d

682
88TM

%821

6,21

SLTK

6923

SS2I

TETS

LTTA

S¢e

0zed

21ed

0T2L

L0gM

60¥%S
80%a

€0%L
[4928

00%d
66€d

T6€d
06€d

18¢€b
98e3

1884
8.L€D
S.ed

69€L

L9€d
99€'T

woen

feieior

6ved
8YEH

9ved
SPEN

8EEY

9EeY

€€€d
CEEL
TEEA
0EEX

8CEN

SCEL

E€TEL

T2ed

(0374558
6€5d

9€SI

CESK

LeSl
9CSA

jgéct
S0SA
20sb
867N
€674

98%4
S8%d

€8YH

LLVY
9.%a

YLVI

6974

S9%d

L

TOPV

8G¥%d

9G¥A
SG¥S

8Y¥H
LYPH

8Evd
LeVY
9EVD
627d

[448
1270

L1%d

€T7Y

13544

T6SH
9854
288d
6.LSH
LSV
995N
8SGSa
SR
67SM
8¥SL

L¥%ST
9%SN

11

Major capsid protei

e Molecule 1

27%

73%

Chain 7

9S8
671d

9€TN
SETD

TETM

6218

PXqii]
(447
YIIM
801D

S01a
vo1a

TOTW
8634
L6A
9634
TeL
061
680
L8N
284

S.d
TLW

047
6971
894
198
SOH

[4°2%
194

foiep
670
87N
Lva

€¥L

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-49205, 9NAW

wwPDB EM Validation Summary Report

Page 35

c6Ty

682h
88TM

¥8C1
6.T1L

SLTK

voTV

o o & 2 4

29Th
1910

80%a

€0PL
(4928

00%a
66ed

Teea
06€d

18€d
98¢ex

18¢ed
8L€D
S.ea

69€L

19ea
99€T

v9en

G5eY

[4sice

6ved
8%EH

9oved
SPEN

8€EY

9€geY

€EET
CEEL
TEEA
0EEX

8CZEN

GCEL

€CEL

Teed
ozced

L0ea

96CH

¥621

9€SI

CESA

LTSL
9ZSA

vz

SO0SA

20sh

867N

€674

98%Y
S8%d

€8VH

LLYvY
9.%a

YLVI

697X

S9%d

1

T9%Y

8S¥%d

9SVA
SS¥S

€SP

8YVH
LYPN

8EVH
LEVY
9EVD
62%d

[4474
1290

L7194

ETPY

TI%V

607S

T6SH
9894
289d
6.LSH
YLV
99SGN
899a
bAED]
675M

L¥ST
975N

(0374508
6€94

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Page 36

wwPDB EM Validation Summary Report

EMD-49205, 9NAW

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 32893 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION
Microscope TFS KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 75 Depositor
Minimum defocus (nm) 810 Depositor
Maximum defocus (nm) 2890 Depositor
Magnification Not provided
Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 16.720 Depositor
Minimum map value -8.865 Depositor
Average map value 0.000 Depositor
Map value standard deviation 1.000 Depositor
Recommended contour level 2 Depositor
Map size (A) 440.99997, 440.99997, 440.99997 wwPDB
Map dimensions 420, 420, 420 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.05, 1.05, 1.05 Depositor
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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 | pyia7 17 55 | RMSZ #|Z| >5
1 1 0.50 0/4567 0.62 1/6249 (0.0%)
1 2 0.50 0/4567 0.62 1/6249 (0.0%)
1 3 0.50 0/4567 0.63 1/6249 (0.0%)
1 4 0.50 0/4567 0.62 1/6249 (0.0%)
1 5 0.50 0/4567 0.62 1/6249 (0.0%)
1 6 0.50 0/4567 0.62 1/6249 (0.0%)
1 7 0.50 0/4567 0.62 1/6249 (0.0%)
1 8 0.50 0/4567 0.62 1/6249 (0.0%)
1 A 0.50 0/4567 0.62 1/6249 (0.0%)
1 B 0.50 0/4567 0.62 1/6249 (0.0%)
1 C 0.50 0/4567 0.62 1/6249 (0.0%)
1 D 0.50 0/4567 0.62 1/6249 (0.0%)
1 E 0.50 0/4567 0.62 1/6249 (0.0%)
1 F 0.50 0/4567 0.62 1/6249 (0.0%)
1 G 0.50 0/4567 0.62 1/6249 (0.0%)
1 H 0.50 0/4567 0.62 1/6249 (0.0%)
1 | 0.50 0/4567 0.62 1/6249 (0.0%)
1 J 0.50 0/4567 0.62 1/6249 (0.0%)
1 K 0.50 0/4567 0.62 1/6249 (0.0%)
1 L 0.50 0/4567 0.62 1/6249 (0.0%)
1 M 0.50 0/4567 0.63 1/6249 (0.0%)
1 N 0.50 0/4567 0.62 1/6249 (0.0%)
1 O 0.50 0/4567 0.62 1/6249 (0.0%)
1 P 0.50 0/4567 0.62 1/6249 (0.0%)
1 Q 0.50 0/4567 0.62 1/6249 (0.0%)
1 R 0.50 0/4567 0.62 1/6249 (0.0%)
1 S 0.50 0/4567 0.62 1/6249 (0.0%)
1 T 0.50 0/4567 0.62 1/6249 (0.0%)
1 U 0.50 0/4567 0.62 1/6249 (0.0%)
1 \Y 0.50 0/4567 0.62 1/6249 (0.0%)
1 W 0.50 0/4567 0.62 1/6249 (0.0%)
1 X 0.50 0/4567 0.62 1/6249 (0.0%)
1 Y 0.50 0/4567 0.63 1/6249 (0.0%)
1 Z 0.50 0/4567 0.62 1/6249 (0.0%)

EMD-49205, 9NAW
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Bond lengths Bond angles
RMSZ | #|Z| >5 | RMSZ #|Z| >5b
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.63 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
0.50 0/4567 0.62 1/6249 (0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(0.0%)
(
0

<
)

Chain

0.50 | 0/4567 | 0.62 | 1,6249 (0.0%
050 | 0/4567 | 0.62 | 1,6249 (0.0%
050 | 0/4567 | 0.62 | 1,6249 (0.0%
050 | 0/4567 | 0.62 | 1/6249 (0.0%
0.50 | 0/4567 | 0.62 | 1/6249 (0.0%
0.50 | 0/4567 | 0.63 | 1,6249 (0.0%
0.50 | 0/4567 | 0.62 | 1,6249 (0.0%
0.50 | 0/4567 | 0.62 | 1,6249 (0.0%
0.50 | 0/4567 | 0.63 | 1,6249 (0.0%
050 | 0/4567 | 0.63 | 1,6249 (0.0%
050 | 0/4567 | 0.63 | 1/6249 (0.0%
0.50 | 0/4567 | 0.62 | 1/6249 (0.0%)
0.50 | 0/274020 | 0.62 | 60,/374940 (0.0%)

e R B ) ) B Bl R Ml B el B el B M e B Bl Ml D e M B el Rl e
N | W |Z|<|e||vir|la|a|o|B|B|l—|F|l—|—||re|mlo|a|o|c|e

=
=

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 1 0 1
1 2 0 1
1 3 0 1
1 4 0 1
1 5 0 1
1 6 0 1
1 7 0 1
1 8 0 1

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

Mol

#Planarity outliers

#Chirality outliers

Chain

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 q 0 1
1 r 0 1
1 s 0 1
1 t 0 1
1 u 0 1
1 \ 0 1
1 w 0 1
1 X 0 1
1 y 0 1
1 Z 0 1

All All 0 60

There are no bond length outliers.

The worst 5 of 60 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
1 v 369 | THR | CB-CA-C | -5.96 108.02 115.89
1 F 369 | THR | CB-CA-C | -5.96 108.02 115.89
1 c 369 | THR | CB-CA-C | -5.96 108.02 115.89
1 m 369 | THR | CB-CA-C | -5.96 108.03 115.89
1 8 369 | THR | CB-CA-C | -5.96 108.03 115.89

There are no chirality outliers.

5 of 60 planarity outliers are listed below:

Mol | Chain | Res | Type | Group

413 | ARG | Sidechain
413 | ARG | Sidechain
413 | ARG | Sidechain
413 | ARG | Sidechain
413 | ARG | Sidechain

=== =]~
O Q| ™| »=|

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

| Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes |

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1 4427 0 4223 117 0
1 2 4427 0 4223 119 0
1 3 4427 0 4223 121 0
1 4 4427 0 4223 119 0
1 d 4427 0 4223 119 0
1 6 4427 0 4223 121 0
1 7 4427 0 4223 121 0
1 8 4427 0 4223 117 0
1 A 4427 0 4223 123 0
1 B 4427 0 4223 119 0
1 C 4427 0 4223 119 0
1 D 4427 0 4223 122 0
1 E 4427 0 4223 121 0
1 F 4427 0 4223 121 0
1 G 4427 0 4223 123 0
1 H 4427 0 4223 120 0
1 I 4427 0 4223 118 0
1 J 4427 0 4223 120 0
1 K 4427 0 4223 119 0
1 L 4427 0 4223 123 0
1 M 4427 0 4223 122 0
1 N 4427 0 4223 120 0
1 O 4427 0 4223 124 0
1 P 4427 0 4223 118 0
1 Q 4427 0 4223 124 0
1 R 4427 0 4223 126 0
1 S 4427 0 4223 119 0
1 T 4427 0 4223 117 0
1 U 4427 0 4223 123 0
1 \% 4427 0 4223 117 0
1 W 4427 0 4223 121 0
1 X 4427 0 4223 118 0
1 Y 4427 0 4223 124 0
1 y/ 4427 0 4223 113 0
1 a 4427 0 4223 123 0
1 b 4427 0 4223 122 0
1 ¢ 4427 0 4223 123 0
1 d 4427 0 4223 114 0
1 e 4427 0 4223 118 0
1 f 4427 0 4223 116 0
1 g 4427 0 4223 122 0

WO RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 h 4427 0 4223 122 0
1 i 4427 0 4223 124 0
1 ] 4427 0 4223 122 0
1 k 4427 0 4223 118 0
1 1 4427 0 4223 117 0
1 m 4427 0 4223 122 0
1 n 4427 0 4223 116 0
1 0 4427 0 4223 118 0
1 p 4427 0 4223 122 0
1 q 4427 0 4223 122 0
1 r 4427 0 4223 121 0
1 S 4427 0 4223 121 0
1 t 4427 0 4223 120 0
1 u 4427 0 4223 119 0
1 v 4427 0 4223 122 0
1 w 4427 0 4223 122 0
1 X 4427 0 4223 119 0
1 y 4427 0 4223 121 0
1 v/ 4427 0 4223 122 0

All All 265620 0 253380 o888 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 5888 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)
1:6:391:ASP:HA | 1:6:579:HIS:HB3 1.56 0.88
1:¢:391:ASP:HA | 1:¢:579:HIS:HBS3 1.56 0.88
1:N:391:ASP:HA | 1:N:579:HIS:HB3 1.56 0.88
1:5:391:ASP:HA | 1:5:579:HIS:HB3 1.56 0.88
1:1:391:ASP:HA | 1:1:579:HIS:HB3 1.56 0.88

There are no symmetry-related clashes.

EMD-49205, 9NAW
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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 PDB entries followed by that with respect to all EM

entries.

The Analysed column shows the number of residues for which the backbone conformation was

analysed, and the total number of residues.

Percentiles

o] [100]

|

o] [100]

| o

o | m

o] [100]

I |

o | o

|

o] [100]

|

I |

o] [100]

|

o | o

| o

o] [100]

o] [100]

I |

o] [100]

|

o | m

o] [100]

I |

Mol | Chain Analysed Favoured | Allowed | Outliers
1 1 560/559 (100%) 550 (98%) 10 (2%) 0
1 2 560/559 (100%) 550 (98%) 10 (2%) 0
1 3 560/559 (100%) 550 (98%) 10 (2%) 0
1 4 560/559 (100%) 550 (98%) 10 (2%) 0
1 5 560/559 (100%) 550 (98%) 10 (2%) 0
1 6 560/559 (100%) 550 (98%) 10 (2%) 0
1 7 560/559 (100%) 550 (98%) 10 (2%) 0
1 8 560/559 (100%) 550 (98%) 10 (2%) 0
1 A 560/559 (100%) 550 (98%) 10 (2%) 0
1 B 560/559 (100%) 550 (98%) 10 (2%) 0
1 C 560/559 (100%) 550 (98%) 10 (2%) 0
1 D 560/559 (100%) 550 (98%) 10 (2%) 0
1 E 560/559 (100%) 550 (98%) 10 (2%) 0
1 F 560/559 (100%) 550 (98%) 10 (2%) 0
1 G 560/559 (100%) 550 (98%) 10 (2%) 0
1 H 560/559 (100%) 550 (98%) 10 (2%) 0
1 I 560/559 (100%) 550 (98%) 10 (2%) 0
1 J 560/559 (100%) 550 (98%) 10 (2%) 0
1 K 560/559 (100%) 550 (98%) 10 (2%) 0
1 L 560/559 (100%) 550 (98%) 10 (2%) 0
1 M 560/559 (100%) 550 (98%) 10 (2%) 0
1 N 560/559 (100%) 550 (98%) 10 (2%) 0
1 O 560/559 (100%) 550 (98%) 10 (2%) 0
1 P 560/559 (100%) 550 (98%) 10 (2%) 0
1 Q 560/559 (100%) 550 (98%) 10 (2%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 R 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 S 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 T 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 U 560/559 (100%) | 550 (98%) | 10 (2%) 0 100 100}
1 \Y% 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 W 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 X 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 Y 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 7 560/559 (100%) | 550 (98%) | 10 (2%) 0 100 ] [ 100}
1 a 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 b 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 c 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 d 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 e 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 f 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 g 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 h 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 i 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 ] 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 k 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 1 560/559 (100%) | 550 (98%) | 10 (2%) 0 100 ] [ 100}
1 m 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 n 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 0 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 p 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 q 560/559 (100%) | 550 (98%) | 10 (2%) 0 100 ] [ 100}
1 r 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 s 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 t 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 u 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 v 560/559 (100%) 550 (98%) | 10 (2%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 W 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 X 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 y 560/559 (100%) 550 (98%) | 10 (2%) 0 |
1 z 560/559 (100%) | 550 (98%) | 10 (2%) 0 100 100}

All | Al | 33600/33540 (100%) | 33000 (98%) | 600 (2%) 0 |

There are no Ramachandran outliers to report.

5.3.2 Protein sidechains ()

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all EM
entries.

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 1 483 /480 (101%) 481 (100%)
1 2 483 /480 (101%) 481 (100%)
1 3 483/480 (101%) 481 (100%)
1 4 483 /480 (101%) 481 (100%)
1 5 483/480 (101%) 481 (100%)
1 6 483 /480 (101%) 481 (100%)
1 7 483/480 (101%) 481 (100%)
1 8 483/480 (101%) 481 (100%)
1 A 483 /480 (101%) 481 (100%)
1 B 483/480 (101%) 481 (100%)
1 C 483 /480 (101%) 481 (100%)
1 D 483/480 (101%) 481 (100%)
1 E 483/480 (101%) 481 (100%)
1 F 483 /480 (101%) 481 (100%)
1 G 483/480 (101%) 481 (100%)
1 H 483 /480 (101%) 481 (100%)
1 I 483/480 (101%) 481 (100%)
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 J 483 /480 (101%) 481 (100%)
1 K 483 /480 (101%) 481 (100%)
1 L 483/480 (101%) 481 (100%)
1 M 483 /480 (101%) 481 (100%)
1 N 483/480 (101%) 481 (100%)
1 O 483 /480 (101%) 481 (100%)
1 P 483 /480 (101%) 481 (100%)
1 Q 483 /480 (101%) 481 (100%)
1 R 483 /480 (101%) 481 (100%)
1 S 483 /480 (101%) 481 (100%)
1 T 483 /480 (101%) 481 (100%)
1 U 483/480 (101%) 481 (100%)
1 \Y 483 /480 (101%) 481 (100%)
1 W 483 /480 (101%) 481 (100%)
1 X 483 /480 (101%) 481 (100%)
1 Y 483 /480 (101%) 481 (100%)
1 Z 483 /480 (101%) 481 (100%)
1 a 483 /480 (101%) 481 (100%)
1 b 483/480 (101%) 481 (100%)
1 c 483/480 (101%) 481 (100%)
1 d 483 /480 (101%) 481 (100%)
1 e 483/480 (101%) 481 (100%)
1 f 483 /480 (101%) 481 (100%)
1 g 483/480 (101%) 481 (100%)
1 h 483/480 (101%) 481 (100%)
1 i 483 /480 (101%) 481 (100%)
1 j 483/480 (101%) 481 (100%)
1 k 483 /480 (101%) 481 (100%)
1 1 483 /480 (101%) 481 (100%)
1 m 483 /480 (101%) 481 (100%)
1 n 483 /480 (101%) 481 (100%)
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 0 483/480 (101%) 481 (100%) 2 (0%)
1 p 483 /480 (101%) 481 (100%) 2 (0%)
1 q 483/480 (101%) 481 (100%) 2 (0%)
1 r 483 /480 (101%) 481 (100%) 2 (0%)
1 s 483/480 (101%) 481 (100%) 2 (0%)
1 t 483 /480 (101%) 481 (100%) 2 (0%)
1 u 483 /480 (101%) 481 (100%) 2 (0%)
1 4 483/480 (101%) 481 (100%) 2 (0%)
1 w 483 /480 (101%) 481 (100%) 2 (0%)
1 X 483 /480 (101%) 481 (100%) 2 (0%)
1 y 483 /480 (101%) 481 (100%) 2 (0%)
1 z 483/480 (101%) 481 (100%) 2 (0%)

All All 28980/28800 (101%) | 28860 (100%) | 120 (0%)

5 of 120 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 2 464 HIS
1 w 271 THR
1 c 464 HIS
1 v 464 HIS
1 7 271 THR

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 865

such sidechains are listed below:

Mol | Chain | Res | Type
1 5 554 GLN
1 g 488 HIS
1 w 488 HIS
1 6 554 GLN
1 5 510 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

EMD-49205, 9NAW
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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/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-49205. These allow visual inspection
of the internal detail of the map and identification of artifacts.

Images derived from a raw map, generated by summing the deposited half-maps, are presented

below the corresponding image components of the primary map to allow further visual inspection
and comparison with those of the primary map.

6.1 Orthogonal projections (i)

6.1.1 Primary map

6.1.2 Raw map


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 210 Y Index: 210 Z Index: 210

6.2.2 Raw map

X Index: 210 Y Index: 210 Z Index: 210

The images above show central slices of the map in three orthogonal directions.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 275 Y Index: 275 Z Index: 145

6.3.2 Raw map

X Index: 145 Y Index: 145 Z Index: 274

The images above show the largest variance slices of the map in three orthogonal directions.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

6.4.2 Raw map

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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6.5 Orthogonal surface views (i)

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 2.0.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.5.2 Raw map

These images show the 3D surface of the raw map. The raw map’s contour level was selected so
that its surface encloses the same volume as the primary map does at its recommended contour
level.

6.6 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.

WORLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
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7 Map analysis (i)

This section contains the results of statistical analysis of the map.

7.1 Map-value distribution (i)

Map-value distribution

4 - — Voxel count

Recommended contour
level 2

Voxel count (logl0)

D T T T T T
—10 -5 0 5 10 15
Map value

The map-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarithmic.
A spike in this graph at zero usually indicates that the volume has been masked.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
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7.2  Volume estimate (i)

Volume estimate

80000 -~

60000
E — \olume
v Recommended contour
g 40000 A level 2
I=]
=

20000 ~

D T T T — T I I

=10 -5 0 5 10 15
Contour level

The volume at the recommended contour level is 1511 nm?; this corresponds to an approximate
mass of 1365 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

4 -
3 21 ,
g' = Prnimary map RAPS
— Raw map RAPS
4% Reported resolution
E 0 - 2.59 A
=
—2 -
0.0 0.1 0.2 0.3 0.4 0.5

Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.386 A1


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps
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8 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D

FSC

Unmasked-calculated
FSC

0.143

== 05

== Half-bit
Reported resolution
259 A

Correlation

T T
0.0 0.1 0.2 0.3 0.4 0.5
Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.386 A1
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8.2 Resolution estimates (i)

. . Estimation criterion (FSC cut-off)
Resolution estimate (A) 013 T 05 Halihit
Reported by author 2.59 - -
Author-provided FSC curve - - -
Unmasked-calculated™ 2.74 | 2.94 2.77

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps.
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-49205 and PDB
model 9NAW. Per-residue inclusion information can be found in section 3 on page 10.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 2.0 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
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9.2 Q-score mapped to coordinate model (i)

1.0

0.0
B <0.0

The images above show the model with each residue coloured according its QQ-score. This shows
their resolvability in the map with higher Q-score values reflecting better resolvability. Please
note: Q-score is calculating the resolvability of atoms, and thus high values are only expected at
resolutions at which atoms can be resolved. Low Q-score values may therefore be expected for
many entries.

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (2).


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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9.4 Atom inclusion (i)

Atom inclusion

1.0 —ﬁ
o
= 0.8 1
W
=
]
T,
E 0.6 4 —— Backbone atoms
£ All non-hydrogen
E atoms
=] Recommended contour
)
o level 2
v 0.4
=
g=
]
[}
o
E 0.2 1

D-ﬂ T T T T T T

—-10 -5 0 5 10 15

Contour level

At the recommended contour level, 97% of all backbone atoms, 93% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (2) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.9330 e 0.6400
1 0.9320 e 0.6400
2 0.9320 e 0.6400
3 0.9310  0.6400
4 0.9310  0.6400
5 0.9340 e 0.6400
6 0.9310 B 0.6390
7 0.9340 B 0.6390
8 0.9340 e 0.6400
A 0.9330 e 0.6400
B 0.9340  0.6410
C 0.9310  0.6400
D 0.9340 B 0.6400
E 0.9310 B 0.6400
F 0.9310 e 0.6400
G 0.9340 e 0.6390
H 0.9340 e 0.6400
I 0.9310  0.6410
J 0.9340 e 0.6400
K 0.9310  0.6400
L 0.9340 e 0.6400
M 0.9340 e 0.6390
N 0.9310 e 0.6400
O 0.9340  0.6400
P 0.9320  0.6410
Q 0.9310 B 0.6400
R 0.9320 B 0.6410
S 0.9340 B 0.6400
T 0.9340 e 0.6400
U 0.9310 B 0.6400
\Y 0.9340  0.6400
W 0.9310  0.6400
X 0.9340 B 0.6400
Y 0.9320 e 0.6400
Z 0.9310 e 0.6400

Continued on next page...

1.0

0.0
M <0.0
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Chain Atom inclusion Q-score
a 0.9340  0.6400
b 0.9320 B 0.6400
¢ 0.9310 e 0.6390
d 0.9310 B 0.6400
e 0.9320 B 0.6400
f 0.9320 B 0.6400
g 0.9340  0.6400
h 0.9340 w 0.6400
i 0.9310 B 0.6400
J 0.9310 B 0.6400
k 0.9340 B 0.6400
1 0.9310 B 0.6400
m 0.9320 B 0.6390
n 0.9340  0.6400
0 0.9340  0.6400
p 0.9340 e 0.6390
q 0.9320 B 0.6400
T 0.9340 B 0.6390
S 0.9310 B 0.6400
t 0.9340 B 0.6400
u 0.9310  0.6390
v 0.9320 w 0.6400
w 0.9310 e 0.6390
X 0.9310 B 0.6390
y 0.9310 B 0.6400
z 0.9330 B 0.6400
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