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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 4.50 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value

Clashscore I 66
Ramachandran outliers TN 0.7%
Sidechain outliers N I TN 0.6%

Worse Better
0 Percentile relative to all structures

[l Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 125131 1336
Ramachandran outliers 121729 1120
Sidechain outliers 121581 1026

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the bar indicate the fraction of residues that contain outliers
for >=3, 2, 1 and 0 types of geometric quality criteria. 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%

Mol | Chain | Length Quality of chain
1 A 1299 35% 39% 17% 8%
2 B 1027 37% 36% 20% 6%
39% 37% 17% 8%
3 C 1196
4 D 412 31% 38% 20% 11%
4 E 412 33% 39% 20% 8%
23% 34% 30% 13%
5 F 276
24% 35% 29% 13%
5 G 276
I
5 H 276 25% 32% 30% 14%
I
5 L 276 23% 35% 28% 14%

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

Mol | Chain | Length Quality of chain
5 M 276 24% 33% 29% 13%
5 N 276 23% 35% 28% 13%
5} R 276 22% 34% 30% 14%
5 S 276 25% 32% 29% 14%
5 T 276 22% 35% 30% 13%
5 Y 276 25% 32% 29% 13%
6 I 639 21% 38% 24% 10%
6 J 639 2% 40% 23% 10%
6 K 639 28% 38% 23% 10%
6 O 639 27% 41% 23% 10%
6 P 639 28% 3% 24% 1%
6 Q 639 28% 38% 24% 10%
6 U 639 27% 38% 24% 10%
6 Vv 639 27% 38% 25% 10%
6 AW 639 27% 39% 24% 10%
6 X 639 34% 39% 21% 6%
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 101798 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 VP1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 A 1299 9989 6395 1700 1866 28 0 0
e Molecule 2 is a protein called VP3A.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 B 1027 7935 5067 1359 1462 47 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
B 455 GLU GLN | CONFLICT | UNP Q9E3V8
e Molecule 3 is a protein called VP3B.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 C 1196 9154 5805 1575 1722 52 0 0
e Molecule 4 is a protein called Core protein VP6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 D 412 3145 2013 545 571 16 0 0
Total C N O S
4 2 412 3145 2013 545 571 16 0 0
e Molecule 5 is a protein called Outer capsid VP7.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o F 276 2085 1288 378 402 17 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
g G 276 g(());a; 12?38 31;18 482 1S7 0 0
g H 276 g(())g;l 12088 31;18 482 1S7 0 0
g L 276 1218;351 12%8 31;18 482 1S7 0 0
g M 276 58?51 12%8 31;18 482 1S7 0 0
g N 276 58?51 12088 31;18 482 1S7 0 0
> R 26| o 18 ams 400 17 ; 0
g 5 276 g(());zl 12088 3?8 4(82 1S7 ¥ 0
g T 276 g(())g;l 12CSS 31;18 4(82 1S7 ¥ 0
g Y 276 g(())ggl 12C88 3§8 4(82 1S7 0 0
e Molecule 6 is a protein called Outer capsid VP5.

Mol | Chain | Residues Atoms AltConf | Trace
0 ! 639 Z??Sl 3(?12 81(\)11 9(2)7 188 0 0
61 89| s s o7 18 ’ ;
0 Kk 639 Z??Sl 30012 81(\)I1 9(2)7 188 0 0
0 O 639 Z%Zl 3(?12 81(\)I1 9(2)7 188 0 0
0 P 639 Z(;t;;l 3(?12 81(\)Il 9(2)7 188 0 0
0 Q 639 Z?t;;l 3(?12 81(\)Il 9(2)7 188 0 0
0 U 639 Z?gzl 30012 81(\)Il 9(2)7 188 0 0
0 v 639 Z?E’)Zl 30012 81(\)Il 9(2)7 1S8 0 0
0 W 639 Z?gzl 30012 81(\)Il 9(2)7 188 0 0
0 X 639 Z(;gaé%l 3(()312 81(\)11 9(2)7 188 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry. Residues are color-

coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more consecutive

residues without any outlier are shown as a green connector. Residues present in the sample, but

not in the model, are shown in grey.

e Molecule 1: VP1

8%

17%

39%

35%

Chain A:

€%1

8EN

Sed

<
[}
I<I

zea
Te1
0ge1
621

Tl

©
—
w0

<
=
=

N
~ © —
- o A

)
<

90TL
SOTT

€0TA

00TL

169D

I
~
Iml

o
=
[

un

C¢STL

0STV

9€1a

veTd
€ETI
CETa

€82S

01
6€TT
8ECH

8¢¢d

9TTA

L6TH

62EL

LTEI

©
N
™
<

STEA

€1€71

0T€T
60EN

3

S0ed

TOEN

€6CL
T6TA

99ZA

€9CA
29TH

L6€d

veevy

T6EA

¥8€L

FSEA

Led

8EEV

€97

09%V
65%a
8G¥A

95%d

1S9V

677d

SYPI
Yva

1

(074740
6EVd
8EVA
LEVD

SEVL

E£EVD

8TYL
Le¥vI

(444

st
Ll

9T¥a
STPa
4544

TIVA

6071
80%.L

€070

LTSN

SCSH

€TSS
2ess

3

LISV

9TSH

€TSS

7180
0TST

80Sd

905V

€0Sd
COSN

L6%T

S6%d

[4544

6874
88YI
L8YY

€87V

6.L%1
8L%4

SLYT

TLYV

99%a
S9vd

89SA

9994

iEES
€350
TSSA

0554

8%Sd

SPST

THSI
9SS

9€38d
SESY

CTESA

82SY

199D
099D

LS9T

2S998
TSON

8791

S79A

(4408

9€E9Y

7E9T

1

0£90

8T9M

YC9L

[44°xs

*

8191

9198

719D
€T9D
¢TIV
TT9L

609N

€091

0091
66SY

765V

*
i

6C.LS

9TLN

ccTLa

0zgLd

3

91,4

vILe
€TLA

0TLI

80LT
10LQ

20.La
00LA

669D
8694

G691
Y69H

T69A

8891
L89V
989V

7891
0898
6.L9T
81971
LLOY

€L9Y

TLOL
0498

7998
€990

€084

0084

86.LL
6.4

S6.d

€6.LL

16,4

8.0

S8.L7T

08.L7T
6LLH

LLLN
9L.Q
SL.4

T..4

99.7T
S9.4

LSLL
9G.S

¥S.d

3

67LA
8,4
LYLL

SYLR
YvLI

6ELN

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

ZPDE
e

W


http://wwpdb.org/validation/2016/EMValidationReportHelp#residue_plots

3K1Q

=
@]
o
Q
aat
>
~
<
g
g
jm}
N
=
.2
]
<
=
G
=
o)
=
@)
=
~
o
<
=
=
~
-
jw]
<
an)
<
=
a
=
£
~_
an)
A
[al
E
=

Page 7

TL81
048V

8980
1984

95980

8€8d

G€8D

£e8a
€81

0€8H

0z8s
6181
8184
1188
918N

718D

218V

0781

808L
L08A

T€6T

T06V

006D
6681

988N

7884
£88Y

118D

S.8A
v.L8%

900TS
S00TD
700TA

200TI
TOOTI

8661
LeeM
9660
5660

£66d

5260

€L67T

096D

056d

F

6€0Td

92011
SG20TI
¥201d

020TS

L10TI
9T0TV

PT0TN

T10TS

8¥11d

EYTTY

T911d

B6ETTd

LETIN

F

mmm««
0€TTd
mwmﬁm
SCT14d
¥Cr1s
€CT1D

60T1d

LOTTI

S0TTd
70111
€0TTL

TOTTL

66010

L6071

S60Td
601D
€60TN

T60TT

880Th

S80TV

€80TD

STCT1

2121d

6021d

S0CTT
%0211
€0CTA
COCTH

86111

961711

68TIN

0,710

L9TTI
99T1D

YoTIV
€9TT1
zoTTh
T9TTA

LSTTID

98CT1

18TV
9211
vLCTY

€211
2.LTTY

sifie

¥oc1d
€921d

19211
092711
6GCTS

SGCIN

e

T8CTL

6YCTH
8¥CTV
PAZ4%)

0%C1S
6ECTY

[4X4 1

LTTTA

S2C1a

€TCTI

61CTI
8121y
L127a

662T1d
86CT1

621D
1621V
062Td

e Molecule 2

88CTL

VP3A

6%

-

20%

36%

37%

Chain B

T92A

Ll

¥5ca

PALAN

6€TY

SETT
veed
€€Td

0gzh

+

9CTH
geed
j444))
€ecl
ceed

L1TH
9121
ST1271

L

0121

1

9021
SOCH

1

102D

661D

L6710
9613
S6TI

0€eT

SceL

9T€L

3

TreI

80EN
LOES

SO0EL

LBTA

S62S

0824

8LT1
LLTA

i
Ll

YLTA

0.Lzs

¥92d

86€1

€68V
26€ed

06€T
68€H

1

S8EA

E€8EV

08€d

SLEN

TLET

S9ev
79€1

Ll

LSeY

2SeL

B6YEN

Lyed

Tvey

8€€d

TS71

677d
87¥S

idal

€¥vd

9EVT

YEVL
€evd
ZEVL

B6CTN

LTY'1

9T¥I
ST7h
174529
€T%d

1257%]

607

€0VI

00%a

SESM

€ESY
CTEeSI

62SM

LTSV

v2SaQ

[44:0)

02Sd

8191

9154
STST

1

T1SI

80SI

00SI

L6YI
967V

20

(45528

687

98%1

08%1

8LYL

9L¥%1
SLYY

€LVA
cLYT

697V

909N

209D
T09I

66SI

9.S1

L

TLSY
TLST

S99
79SM

29SS
T198d

6SSH
8GSL

2SS

1

LS4

Y7SA

{47418

LESA

SLOW
V.94

TL9S
T.,9d

6994

€990
2991

§593

TS990
159d

L

L€9d
7e9h
€€9d
CTEIN

6290

L2TON
9291
S§294

229d

819d

S194

[43°)
T19d

LO9H

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3K1Q

wwPDB/EMDataBank EM Map/Model Validation Summary Report

-

Page 8

8v.LD

GTLL

€2La

L
i
i

LTLR
9TLN

i
-

1891

+

§89d

+

6.L9M
8.9d

c¢18d
T181

1084
908L

708H

o8y
7084

66,0

T6LY

88LA

+

€8LA

99.d

T9LA

LSLA

SSLT
asrics

2¢S.d

0SLH
6V.LH

8881

9880
G881

288d
T88A

TLeY
TL8A

S98A

2984

6981

€984
TS8L

0S8

8¥8N

S¥84
7781

9€8H

1

2e8I
T€8T

9280

7280

0oz8n

TS6d

276D

6€6T

SE€6S

£€6a
(4314

G261

€261
{443

0z61
61671

916Q
S167T
7160

H

1161
016}
6064

906N

206

0063

868Y

7681
€681

1684
068d

0€0TD
620Td
8¢0Ta

21074

€00Td
200Td
TOOTV

6661
866d

886Y

7861

9.L6N
SL64

€L6N
TLEN

L96L
796A
2960

19671
096V

856H

G568

00TTT

€60TS

3
1

68010

980TH
S80T1T
¥80T.L

Z80TA
T80TX

1.073

VLOTA

0L0TD

L90TA

3
+

€90TA

090714

8S0TA

950TA

7S0TA
€5070
25071
TSOTA

6%0TS

9%0TA

VP3B

£701D

6€0TY
8€0Td

€€0Ta
CEOTI
T€0TT

CTLITT
TLITD
0LT1d
69TTM

S9TTS

€9TTV

13

9STTL
SST1a
YSITL
€STTS
STV

8¥118

SYITS
vy

LETTA
9ETTV

YETTH
EETTA

€TTTY

0zZT1d

8TTTD

STTTA

CITTI

OTTTV

+
B

e Molecule 3

70711

[4oaanc
T0TTd

vICTL

[45453]

60CTA
80CTI

L

2021d

66TTd
86TTN

S6TTA

C6TTN

39%

13

68TT.L

18114

S8TTd
¥81T1
£811d

08TTD

9LTIN
S.T1d
w110

8%

17%

n ©
0 0
[=]%)

37%

Chain C

1018
00TA

L6V

06A

€8l

II‘m IIII(‘
~ @
— o

~
~
[=]

9.LD

ELN

L9V

09d

8GS

7SA
€61

0S50

8%h

3
i

€YV

ged

10 [
N N ]
x A w

—
NN
- >

0zZN

o}
—
=

3

TL1S

3
i

6971

991Q

voTM

0974
65TS

LSTI
9STY

TS1d

6VIV
8¥1T

S¥1S

YTV

{44 %]

0CIN

STTA

ETIN

0T1d

90T

9€Td

0€zh

8CTH
Lzed
9CTH

744
€2CL

T1ed
0121

802a

9021

024

cocL
102D

661D
86TL

LLTY

S.L1S

€0gb

8621
LBTA

S62S

{4314
1621
062d

8824

982y

£8C1

182D

6.2S
821
LLTA

3

0923
6521

962D

¥sea

osey
6YCM
8N
LyCL
9T

YA

LLET

cLeEd

0Led
69€D

99€d

6CEN
8Ced

SCEL

€CEL

TZEA

6T€ES
8TEL

eTeN
CIeN

i

90€1
SO0EL

8T%1

STYN
4444

-

{447
TewN
0Z¥A

9THI

€Tvd

OT¥H

i

86€1

88EW
18ED

S8EA
¥8EN
€8eY

T8EA

6.L€D
8.L€D

[44=p]
TCSH
0Zsd

9754

C1SS

7051

[dokic
T0SS

[457)8

L8%A

08%1

A

€978

6G%1
8S¥H

98%A
s3]
i&id)

TS%1

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3K1Q

wwPDB/EMDataBank EM Map/Model Validation Summary Report

L

Page 9

G99%

€9SN

T948d
0991
69SH

7998

TS88d

8%Sa
LySa

¥PSA

0%ST
B6E9D
8ESN
LESA

T€90
0€SY

9ZSY

72Sa

7998

679N

9%91
S¥9H

cv9d
TvoV
0%94

LE9d

€90
£€9d

T€91
0€9T
6290

9291
G294

3

029A

TV

0¥

SELY

EELN

*

PRaX:s

9T.LN

CTLA

(O k:§
60LI
80.L4

S0LI

|
I

989d
7891
£89d

089d

9.L9A

908L

708H

v6.LD
£6.,4

1)
+

06.d
68.0
88LA

€8LA

6LLA
8.L.a

SLLA

TLL

69.LA
89.0

i+

0918

9818

&
3

0680

8881

288d
T88A
0881
9180

€180

TL8A

£98Y

6581

198V

5380
738N

0S8W
7¥81
T84

LEBK
9€8H

€€8d

628L

¥28d

6181

S18d
180
€T8A

996S
S964

*

096V
6564

676H

Sv6eA

SE6S

£€60

T€61

CEOTI

0€0Th

L2071

SCOTN

020TI
6T0TL

Y10TA
€T0TA

TT0TA
OTOTN

800TH

SO00TA

€00Td

000TY

L66Y

6861

1861
9860
S86A
%861

1

-

E
3

080TH

8L0TT

9L0TA
SL0T71

690TY

€50TH
CS0T1

0S0Ta

69TTM
89114
L9711

¥oT1A

TSTIV

YICTIL

76TT1
2C11d

Core protein VP6

0ZT1d

9T11d
STITA

Y8111

=

70111

T

e Molecule 4

11%

20%

P
1)
»

31%

©
S
=Y
< © N
[ e ©
<= A S

Chain D

€98

09s

6S8d
[Teaa ]

2¢S8d
191

8L

™
o
=)

—
N
|2

OTL
61
8D

94

i

(44

6CTA
8CTA
1211
9¢1d
SCTX

6111
8TTA

STTV
PTTA

ETTY

TTIA

0071
66S
86S
1671

©
<3
=

o
[~
=

781

TL]

69N
89A

991
SON

L61d
9671

08TA

9YTL

4428

wia
0%Th

LETd

TEIN
0ETT

8924
1921

i
3

1

021
902s
S0zA

9geY

TEEA

6ZEN

9zeT
SCED

ETEN

T2ed

L62d
9621

62l
€6CA
[444

8820

§8¢T
8y
£€82H

8.T1

9.LTH

€LCH

0.21
6920

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

Unified Data Resource for J0EM

EMDataBank



3K1Q

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 10

T8ED

08eY

8.ed

TLEY

0LET

89¢Y
19€4

79¢e1
E£9EV

09€L
B69€X
89€d

8¥EL

9¥eT

£ved

TvEM
0ovED
6EET

(15718

e Molecule 4

LOYY

Core protein VP6

8%

20%

39%

33%

Chain E

€LD
cL1
TLT
0LL

SON

[4°) 4

69d

€SA

8L

Hh
<
©n

(o2}
[}
(%]

LEM

ey

€D

8cd

©
N
=)

<+
N
IZI

1

=N
(Sl
A

428

OTL

a2} w0 0 o0
o o (L]

0€TT
6CTA
8CTA

9¢1d

121

LTIN

60Td
80Td

90TI

€0TA

00TT

26M

061
68D

08V
6.4

08TA

8L11

9LTV
SLTH

ELTV
CLIY

67TV

LYTH
9Tl

8€TA
LETY
9€Cd

€2TT

8128

9124

il

j4%4%

8TEN

9TelL
STET

1

1921

TT%4

LOYY

(444

68€d

18€b

§8ed
T8EN

6LET

9.LEV

VLET

1

69€H

L9€d

79€T

09€lL

GSET

csed
Acteli]
0Sev
6YEY

i

SveED

£ved

TvEM
0vED

Outer capsid VP7

e Molecule 5

S
2}
-

X
o
[}

1

34%

23%

Chain F

(429
1578

6€d

81V

€T
Ty
TTH
(13

*

8b
Ld
91

€1

8¢T1

T21d

{434

N M
0 0 0
= > i

8Ly
LL3

S.d

TLO
0LV

€810
C8TH

08TH

(RS

291s

€0CH

TVIL

6ETS

9€Td

€ETD

85cy

vsey

9vCL

even
(444

0¥Zd

€ETY

TECH
0€ZH
62ca

92N

vees
€TCL

692a

S92I

Outer capsid VP7

e Molecule 5

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3K1Q

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 11

13%

29%

35%

o
o
-H

24%

Chain G

S9I

+H

SSL

0SY

8%I

B
&

R
< o [Bs

Ted

00
—
<

62Td
8211
pxqxs

T21d
0zTV
6TTI

STTY
4229

TTTA

L

L0TX
90TA
S0Ta

€073

€810
Z8TH

6LTL

991X

€91D
2918
1911

6S1d

9STI

9VIN

S9CI

0924

8G2V

wsey

9L

£¥TN
cved

0¥ed

EETY
TECH
0€ed
622a

9TTN

vees
€Tl

STCV

€0CH

*

6610

6920

Outer capsid VP7

e Molecule 5

14%

30%

+

32%

25%

Chain H

o o
© N~ 0 - o
Ho o < =

S9I

+i
o

SGL

0SY

8v1

{4720
TVA

6€d
8EV

©
—
<

< 0
—
=

8211
pxqxs

Te1d
0TV

TTTA

L0TX
90TA
S0Ta

€07

661
861
L64

76A

{434

v8d
€8A
281

8LV

.
S
II."J

o
=
<

89S
L9a

06Td
6810
88TY

€81Q
C8TH

6LTL

VLI
€LTL
¢L1d

0.7

991X

2918
1971

6STd

9STI

CSTH

9VIN

(4454

6ETS

LETA
9€Ta

€ETO

0924

85TV

vSev

e¥eN
cved

o¥ed

EETY

TECH
0€ZH
622

9TTN

vees
€CTL

€0CH

e Molecule 5

v.2d

692a

S9¢I

Outer capsid VP7

14%

28%

35%

23%

Chain L

0
©
=1

wn
w
[

oSy

8Y1

vl
TVA

6ed
8EV

Ted
0el

8TV

(43
TTH
oty

8d
Ld
ST

6C1d
8CTT
L2743

SCTI

T21d
0ZTV
61TI

STTY
YITL

TTTA

L

LOTH

S0Td

€0TH

v6A

1434

84
€8A
281

8LY

o
~
<

898
L9a

991X

2918
T9T1

6STd

I
L

9STI

9VIN

0924

85Ty

vSev

cved

0¥2d

EETY
TECH
0€TH
622a

92N

vees
€L

6TCH
8TTH

STCY

€0CH

*

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for 30EM



3K1Q

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 12

Outer capsid VP7

e Molecule 5

13%

29%

L

33%

o
o
-1IIIIIIIIIIIIIIIIEq

24%

Chain M

09V

SSL

oSV

8¥1

(429
1578

6€d

el
3¢}
IIIIIIIIII“

-
o
]

81V

STH
vIA
ETW
{434

o
m © I~ —
=) Ho OB <

8CT11
pXq xS

T21d
0zTV
6111

TTTA

LOTX
90TA
S0Ta

€073

66A
861
164

V6A

{43

v8d
€8A
281

8Ly

.
&
Im

S.d
yLb

TLO
0LV

898

~
©
IQ

S9I

681D
88TH

€810

6LTL

YLIH
E€LTL
CL1d

0473

9914

291s
1911

6S1d

9STI

CSTH

9VIN

(47434

6ETS

Le1a
9€Td

€ETD

0924

8GcV

vsey

9YTL

cved

0¥%Zd

EETY

TECH
0€ZH
62cca

9ZTN

vees
€TTL

STCV

€0CH

Outer capsid VP7

e Molecule 5

13%

28%

35%

o
2
-1IIIIIIIIIIIIIIIIE4

23%

Chain N

09V

SSGL

08V

8%1

{4720
T7A

6€d

ool
®
<

B
)
[55]

8TV

STY
PIA
ETH
(434

o
” © N~ © ~

8CT11
pxqxs

T21d
0zTvY
6TTI

V1Tl

TTTA

L

v8d
€8A
281

06Td
6810
88TH

991X

291s
1911

6STd

9STI

6710

9VIN

{4743 4

6ETS

LE1a
9€1a
SETT

€ETO

0924

8G¢TV

144

9YCL

cved

o¥zd

EETY

TECH
0€ZH
62ca

9TTN

vees
AN
{444

€0CH

1

692a

S9CI

Outer capsid VP7

e Molecule 5

14%

30%

34%

O w0
- —
~ <

22%

Chain R

09V

SGL

0sY

©
<
>

{420
TVA

6€d
8EV

Ted
0EL

<
.
=

€T
(43
TTH
oTY

8CTT
L2743

Te1d
0zTY
6TTI

4228

(4944
TTTA

*

66A
861
L6¥

76A

[43)

o
0 ©
= M|

[
©
!

8LV
L9

S.d

*

TLO
oLV

898
1,9a

S9I

s
H
3
H

%
z
=}
2

Unified Data

O

=
-
i
a
:
3

4
Z
=
@
<
=
<
a
Z
w
=
o
.
a

W



3K1Q

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 13

06Td

€81a

€LTL
cL1d

I
I

2918

(4444

6ETS

Le1a

LETO

EETY

TECH
0€TH
622a

92N

9611
S6TT
7611

Outer capsid VP7

e Molecule 5

14%

29%

32%

25%

Chain S

[osb
S9I

SSL

oSy

8Y1

ThL 1 zhed

a7} | owey
[ owx | L0TH

6ed 90TA

8EV S0Td

2918 (43)

Ted 62ca
0EL [Cogrr | |
9TZN
| seey

8TV
|
STH
478
ETH
(434
(4444
T mm S 1
T
9.d [ sers |
L0 LETA
| B
TLD
| eoH
898

692a

Outer capsid VP7

e Molecule 5

13%

30%

35%

N M
0 0 0
= > |

22%

Chain T

8¢T11 061d

09V 0924

8G2V

SSL 121d €810

0zTV

0V
G STV
8HI
il |
£LTL
1 zLTd Thed
7% SRR £ 4 A

(428 L0TA
a7 | 901A

[ owa | E
6€d 7011
8EY

Ted
0€L

9TTN

vees

{43

mi
.
PTA
€T 8Ly TYTIY
(414 2.3 [ |
TTH .o 6£1S 1
0Ty S.d [ sers |
[oen 1 Le1a
9810

TLO
0LV

S92I

Outer capsid VP7

e Molecule 5

13%

29%

32%

25%

Chain Y

s
H
3
H

%
f
=}
2

Unified Data

O

=
-
i
a
:
3

4
Z
=
@
<
=
<
a
Z
w
=
o
.
a

W



3K1Q

002D L9TY
99CZH oged 76€1

S9I 18S9

8211 06Td S9CI
L2743 6810
88TY

SS¥S
8TEL z6eL
9611 T6El
S61d LSTS 9zelL - T8%S L1ST 18SS
7611 SCeV 88V 0S¥S 91SY

831

o -
[N}
0 0
-0

09V

0924

GSL €810 82y (L)
28TH 1

ey

10%

T6TH TeeL
06TV [4:14) 0zeT

o
©
<

©O N~ o O
& S S S
&+ S
A A
< w0
—
n
- =

T18S SLSH

6LTL 88TV 0829 8TEN 08€EA L¥9D

oSy 6YCA 6LES

98TT 9T€1

24%
.mIF‘
[re} ©
an A

7111 | g81s I | ere1 I 340 693Y
[ ermd | $8T) 9zl $I€S 9.€1 (aat 8954
[3337 YLT 9HTL SSA [iZ41 I I I I
TTTA €411 izal
1 TL1d 1810 I TTEN €Led LEVT €05V 3951
TvL 087S ored [ |
THA Thed 6LTY 15TV 1 867A
6ed oved 111D 65TV $0EY 8981 £€%9 967
SEV I £0€a
99T L€ea 19T 7671 0891

9ETH T0ed
CL1d T6YN

167V 9G5S

veed €9EN
T9eL
T9ea Sevl

09€A vevy

2918 TECH
1971 0€ed
6cea

0LTT

ceey %291
jidi]
o€y

6S91d 98%d

N~ o
0 0 ©
0 w0 [rel
A A

-

38%
'\I
0
]
b
N
NIN
&9
=S
S )
gl )
10010 1
noEs o<

=
@]
o
Q
aat
>
~
<
g
g
=
N
=
.2
]
<
°
G
=
3
=
]
=
~
o
<
=
=
~
-
=
<
an)
<
=
a
=
£
T~
]
A
[al
E
=

188
0L
9zZN [ | $6CA 38TA
| gzev | 00T £62S
95T $22S | gea 9zT 9S€EL 0zH1 £8%Y 6751 8TOL
€22l 0 $ET | geel 162d S5€D 611 8HN [ |
o, TITH $22a | 062V $3ES LYSH STON
> 861 I | gzed 6821 | gsen 9%5h
v6d zTTN | 8ses 25€a 6.4 SHSA
e} . esb 6STM | Teen 182d 18€T SThd — | wheY
6710 0 z6M ozed I I £79T 1199
I o, [ e | QUYL
8TV ] 06N 782 8vEN
1 VTN © 9TH 681 I LYES
YAt H . | sea I 8ESY
BTIA It S ¥Ts £STH y12d 182d [ zess |
~
£TH = N €2l | zatu | | eTeH 0821 HHEN 807V 0L%1 9€GL
44 THTIY @ 783 TSIV 4741 . 6Led | evev 10%1 | e9vA .
| l 112V 8,21 ZYEN 907N 89%d T09L
. 6£1S £0ZH e [ oren  Llza I L9%L
[ sers | © SIN 602N 9.2V 99%A 2€5a
sb Le1a <@ I 80ZA I £0%S S9VL
Ld 9£1a = 9%Th I 8EEA | owv | 5951 9651
<A 91 I 3} —_ 379 8N SHTT €L21 I T0%9 | g9vT [ |
— I < a 2 502N 005V z9%9 £65b
o £ETD 9611 o = €11 I seed I [ |
20 €1 L getl S6TT M < ZIN HEED 065A
[ TETH 1 = PLA 20zl L6€A G2ST 685d
al} | 99b  oetd T6TL ° O [ ] 1021 8929 | geen | wesy 88T

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O

erbDeBe

PROTEIN DATA BANK

W

Outer capsid VP5H

e Molecule 6



3K1Q

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 15

10%

23%

o
©
(7]

40%

k] E
SRS

27%

Chain J

cymmiz S [ <
= o = L2 =t

<
g
I>

LS

69D
894
194

€91
(424
191

LSL

SSA

S
0
%]

—
0
=

0S8d
674

9€1

.Q.I
®
H

o
o
<

6CIN
821a
1211
9CTY

€Ty
(4928

3
i

964
S67
¥6d

06N
681

<
o
-xi

d
~
=

20Tl
7021
0020

86TN

Ll

9611
S6Td
7611

C¢L1d

0L1T

LOT

L

C9TH

6STM

EGTH

STV

LSS

%529

(414

052d
67CA

9Tl
svev
441

15741

6€TY
8ECTA
Lged
9€TH

¥€Td

ceey
T€2h
0ETY
9TTA

¥Tea

0ged

8CEL

9CeL
SCEV

0ZeT

8TEN

9T€I

vies

TTEN
0T€d

LOET

5

£0€Q

T0€d

6621

¥62A
£62S

T62d

88CS

9821

18¢d
0821

8.T1

9.2V

v6e1

26EL
T6€I

88EV

S8EA

08EA
6LES

9.L€1

e€Led

0LEA

89€L

99€1

8YEN
LvES
9vEd

THEW

TYEN

8EEN

Seed
veed

Ty
0¥¥1

LEVI

1

EEVD

627d

STYL
Yy
£T70

TC¥H
0zv1
6TV

it
I

STvd

807V
L0%1
907N

€0VS

00%Y

7191

T18S

€0SY

86%A

96%H

Y671

TBYN
167V

98%d
G87A

€87V

6.%3

SLPL

68Sd

185D

1858

GLSH

6939V
8954

G9ST

L¥SH

SPSA

€%ST

T%SS
0%SA

8ESY

9€SL

2€SA

G2SI

L%9D
9%9d

LE94

S€E90

0€9T

i

929V

291

8191

ST

T19D

8091

909L

TO9L

96SH

Ll

e Molecule 6

06SA

Outer capsid VP5

10%

23%

~
w
=

38%

28%

Chain K

LS

69D

€91

65d

SSA

L

TSA
0S8d
674

S¥D

{47\
1

9€T

-

veL

el < ©
Rl N N
= wn =

Ny

«Q

B4

STD

©
~
=

€11
CIN

6CTN

L2171
92TV

{745
1aa
(49"

S0Td
%010
€01

00T

964

S671
v6d

06N
681

86TN

L

9611
S61d
7611

T6TY
06TV

88TV
L8TT
9811

78T

C¢L1d

EGTH

0%TA

LSTS

i
I

14

[4:14)

082D
67CA

5441

6ETV
8ETA
LeTH
9ETH

veed

ceey
jidi]

1

454

crer

1021
002D

oged

8TEL

9zelL

Scev

TeeL

0zeT

8TEN

9T€1
v1€S
TTEN
ored

60€d

voev

€0ed

Toed

76CA
€628

T82d

892H
192V

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3K1Q

=
Q
o
Q
aat
>
~
<
g
g
=
N
=
.2
]
<
°
G
=
3
=
]
=
~
o
<
=
=
~
-
=
<
an)
<
e
Jos}
a
=
£
T~
]
A
[al
E
=

Page 16

-

SSPS

1

gI

TCSA
0zsA

L1ST
918X
STSN
71571

T1S8S

€05V

86%A

9673

7671

T6YN
T67V

98%d
S87A

€87V

6.%3

I

SLvL

0LYT

89%d

5850

78S

8.SS

SLSH

TLS4

6939y
8994

S9ST

L}

8ESY

9€SL

2ESA

GCSI

2Tsd

L%9D

L€94

Ll

0€91

i

929V

¥291

8191

STON

T09L

96SH

Ll

e Molecule 6

06SA
685d

Outer capsid VP5

10%

23%

41%

27%

Chain O

N
I~
[%

69D

L94

€91
2oV
19T
098
65d

LSL

SSA

L

0Sd

3 S
> =

- o
< &
- =

9€T

el

©
]
=

<
N
n

© ®
- 3]
Izl[_‘

)
-
o

™
-
H

CIN

6CTN
821a
L2171
9TTV

€TV
(4929

LOTA

S0Td
701D
€0TD

007X

-
i

964
S61
¥6d

06N
681

78

8L

TL1d

0LTT

LITH

S9TL

C9TH

6STM

ESTH

TSTY

892D
L9tV
99TN

Ll

LSTS

¥52H

2STT

082D
67CA

igan
Eiza g
i4z44

veed

zeey
T€2D
o€y

L

9TTAH

¥cca

(444

0zged

*

912d

y12d

c¢ier
TV
0TCA
602N
80CA

S0ZN

coTL

8CEL

9zeL
Scev

I

H
ik

TZeL
0ZeT

8TEN

91€I

v1€S

TTEN

LOET

i

€0€Q

T0Ed

6621

¥6CA
€628

T62d

682CT1
88CS

9821

782N

18¢d
0821

8.LTL

9.2V

V6€1

T6EL
T6EI

88EY

08EA
6LES

9.ET

VLEA
eLed

89€L

99€1

€9EN

T9€d

LS€T
9GEL

7S€ES

2¢sea
TSET

8¥eEN
LYES
9vEq

YYEN

TYEN

8EEA

seed
YEED

TEET

SS¥S

1

1546
(0474

LEVI

EEVD

TEVI

SThL
74414
4]
{4474
1247:4
0Z¥y1
6TV

SThd

Outer capsid VP5

£0%S

T0%D
00%Y

LBEN
96EN

2esd

1188

€05V

86%A

9673

Y671l

26YN
167V

68%A

98%d
S87A

£87Y

6.%3

3
3

SL¥L

185D

1858

8.SS

SLSH

6939V
8994

S95T

095d

8GSL
L,88d
9G8S
feisicl )
VAl

1850
098s
6%91
8hai
LYSH
9vsh
ShSA

0%SA

8ESY

9€SL

2eSa

e Molecule 6

S¢SI

L%9D

1894

Se9b

1

0€9T

%291

8T9L

STOY

8091

9091

TO9L

96SKH
S65D

€650
2651

06SA
689d

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3K1Q

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 17

11%

24%

37%

28%

Chain P

LS

699

194

€91
(424

—- o m
0 O
= U

o
el
a

ol

IS
_ =

o
o o
-
O v

9€1

.°.¢
o ®
< =

©
]
=

ves

8TN

)
-
o

€11
CIN

(49 2%

S0Td

S67
¥6d

06N
681

783

8LW

TLA

0020

86TN

Ll

9671
S6Td
7611

T61H
06TV

88TV
1811
9811

128

1810
08TS

LLTD

C¢L1d

0LT1

L9

C9TH

6STM

EGTH

3
a

TSIV

Eiats]
SP1T

8€TS

L9TV
99ZH

LSTS

14

(4149

0S2d
6VCA

9vCL
svev
44414

15441

6ETY
8ETA
LgTd
9€TH

veed

zeey
1]
o€z

L

9TTA

¥zea

(444

0ged

*

©
—
N
a,

oeed

8CEL

9CeL
SCEV

(7459

8TEN

9T€I

v1€s

TTEN
otTed
60€d

voev
£0€Q

I

T0oEd

¥6CA
£62S

T62d

88CS

182¢d
0821

8.TL

9.2y

892D

-

08EA

9.L€1

e€Led

89€L

€9EN
C9EL
T9ea
09€X

LSET
9G€l
SG€D
vses

2seda
TGET

67€T
8YEA
LYES

THEW

TYEN

8EEN

Seed
HEED

Ty
0¥¥1

LEVI

EEVD

TEVI

L2%d

SCTYL

€T70
1247:

0zv'1
(1571

STvd

807V
L0%1
907N

€0¥S

00%Y

LBEA

7191

T18S

€0SY

86%A

96%H

Y671

TBYN
167V

98%d
G87A

6.%3

3

SLPL

Ll

06SA
685d

185D

585h

18SS

SGLSW

695V
8954

G951
7991

095d

8951
15Sd
9488
il 4
%350

T39S0
0§SS
6%ST

L¥SH
9750

T%Ss

BESY

2€SA

e Molecule 6

LTSN

L%9D

0€91

7291

8191

ST

8091

909L

T09L

96SH

Outer capsid VP5

10%

24%

~
0
=

38%

3
3

28%

Chain Q

LS

69D
894

€91
oV
19T

@
re)
[=]

<+ w0
0 0
wn >

o
el
A

674

S¥D

{474
91

9€1

el

OEY

s
€cl

8TN

STD
1L

o
-
H

CIN

964
S67T
¥6d

06N
681

78)

8L

20Ty
1021
002D

86TN

Ll

9611
S6Td
Y611

¢L1d
TLIL
0LTT

LITW

1

C9TH

6STM

ESTH

TSTY

LSTS

752D

2821

082D
67CA

igan
Svev
4744

15741

B6ETY

L€TH
9€TH

veed

ceey
i34yl
0€TY
9TTAH

¥cca

(444

0zed

YEED

8CEL

9zeL
S2eV

0Z€T

3TEN

91€T

v1es

TTEN

v0eV
€0€Q

T0ed

V6Ck
£6CS

T62d

9821

782N

18¢d
0821

8.T1L

9,2V

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3K1Q

=
Q
o
Q
aat
>
~
<
g
g
=
N
=
.2
]
<
°
G
=
3
=
]
=
~
o
<
=
=
~
-
=
<
an)
<
=
a
=
£
T~
]
A
[al
E
=

Page 18

Teel

iH-

-~ ™
[} [}

3

007V

2Tsd
T2SA
0zZsA

L1871
9TS)

Y1971

1188
0TSA

€05V

8671

9673

Y6v.L

267N
167V

98%d
S8YA

6.%d

I

SLvL

06SA
68Sd

18SS
08Sd

8.SS

SLSH

695V
8954

G951

0%SA

3EGY

9ESGL

2eSa

LTS

L%9D

L€94

Ll

0€91

i

929V

Y291

Outer capsid VP5

8191

STON

TO9L

96SH

i

e Molecule 6

10%

24%

38%

27%

Chain U

69D

L9Y4

{424
19T
09s
65d

LSL

€61

TSA
0Sd

S¥D

{47\
w1

9€T

el

9CH

L

€alL

8TN

STD
Il

™
-
H

CIN

S0Td
701D
€01D

00TH

S6T
¥6d

06N
681
88d

78

8L

VLA

LS

1021
0020

86TN

Ll

T6TY
06TV

88TV
1811
9811

Y81

1810
08TS

i

¢L1d

0LTT

99TV
S9TL

C9TH

6STM

ESTH

TSTV

Eiad]
SPTT
TPIN

70

8ETS

892H
19TV
99TN

LSTS

¥52H

2STT

082D
67CA

Tvev

B6ETY
8ETA
L€TH
9€TH

veed

ceey
i34yl
0ETY

1

lqa8

3

(444

0zged

y12d

c¢ier
TV
0TCTA

80CA

S0ZN

coTL

oeed

8CEL

9zceL
Scev

I

TZeL
0ZeT

3TEN

91€I

v1€S

TTEN
oTed

L0€I

€0€Q

T0ed

V6Ck
£6CS

T62d

6821

18¢d

82N

18¢d
0821

8.LTL

9.2V

v6€1

T6EL
T6€I

88V

-

08EA

9LET

€Led

0LEN

89€L

€9EN
29eL
19ed

LS€T
95€L

VS€ES

2¢sea
TSET

8¥eEN
LYES

YYEN

TYEN

8EEN

seed
YEED

15476
071

LEVI

EEVD

TEVI

SThd

80%Y
LOYT
907N

£0¥S

T0%D
00%Y

LBEN

Y191

1188

€05V

867N

9674

Y671l

267N
167V

98%d
S87A

6.%d

I

SL¥L

685d

185D

89T

18SS
085d

8.SS

SLSH

693V
8954

S99T

8551
199d
999s
agav
bAED]

1950
0§SS
6751
8754
LYSH
9%Sh
SPSA

-

8ESY

9EGL

g
L

[43:{¢l

Ll

e Molecule 6

S¢SI

L%9D

1894

Ll

0€9T

%291

8T9L

STON

T199

909L

TO9L

96SKH

06SA

Outer capsid VP5

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3K1Q

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 19

10%

25%

38%

k] B
EEERE

27%

Chain V

CLS

699

194

{42 4
791
098

LSL

SSA

—
0
=

0Sd

3
&

9€T

3

<
®
H

©
]
I=-

<
N
©

€l

8TN

STD
PIl

™
i
-

CIN

S0Td
01D
€01D

007X

964

S67
¥6d

06N
681

783

8LW

TLA

86TN

+
i

9671
S6Td
7611

C¢L1d

0LT1

L9

C9TH

6STM

EGTH

1STY

Eiats]
SP1T
YYIN

8€TS

L9TV

LSTS

14

(4149

0S2d
6VCA

9vCL
svev
44414

15441

6ETY

LgTd
9€TH

veed

zeey
1]
0€ZV

1

9TTA

¥zea

st
3

0ged

Ll

T€ET

8CEL

9CeL
SCEV

0ZeT

8TEN

9T€I

vies

TTEN
0T€d

1

voevy
€0€Q

T0oEd

v6CA
£62S

T62d

9821

182¢d
0821

8.TL

9.2y

6924
892D

LBEA

v6e1

26EL
T6€I

88EV

S8EA

08EA
6LES

9.L€1

e€Led

0LEA

89€L

£9EN
C9EL
T9€d

8YEN
LYES

THEW

TYEN

8EEN

Seed
veed

v
0¥¥1

LEVI

EEVD

TEVI

STYL
Yy
€T
(4474
TC¥H
0zv1
6TV

STvd

807V
L0%1
907N

€0VS

00%Y

GTSI

¢TsH
T2SA

L1971
918N

Y191

1188
0TSA

€0SY

867/

9673

Y67l

67N
T67Y

98%d
S8YA

€87V

6.73

3

SLYL

26SL

06SA
685d

185D

7891

T88S
089d

SGLSW

695V
8954

G951

8951
188d
9488
GSSY
%350

T39S0
0§8SS
6%ST

L¥SH
9750
SHSA

3

9SS

BESY

9€SL

2ESA

L%9D
9%9d

L€94

Ll

0€9T

3

929V

¥291

8191

ST

8091

T09L

e Molecule 6

96SH

Outer capsid VP5

10%

24%

39%

27%

Chain W

VLA

LS

69D
894
194

6Sd

[ esr
LSL
CE
SSA
©ss
]
0Sd

S¥D

{47\
1

9€T

veL

el < ©
Rl N N
= wn =

STD

€11
CIN

6CTIN
821a
L2171
92TV

{745

06N
681

83

8LIW

20zl
7021
002D

86TN

Ll

9611
S6Td

892D
L92Y
99K

=
o
B
a
“
o

iy
&
&
(¢

9Tl
Svev

o

9€TH

v€ed

ceey
12D
0€TY

1

e

TeET

8TEL

9zeL

Szev

I

TZeL
0CET

3TN

91€1

€0€d

Toed

762k

9821

EMDataBank

Unified Data Resource for J0EM

O

»
z
<
a
<
-
<
a
Z
=
=
o
3
S

W



3K1Q

=
@]
o
Q
aat
>
~
<
g
g
=
N
=
.2
]
<
°
G
=
3
=
]
=
~
o
<
=
=
~
-
=
<
an)
<
=
a
=
£
T~
]
A
[al
E
=

Page 20

L6EN

76€1

T6EL

iH-

E9EN

8veEN

seed
veed

(48
6EVD

-~ [l
[} [}

3

TCVH
0zy'1

GTSI

1188

€05V

8671

9673

Y6v.L

267N
167V

98%d
S8YA

€87V

6.%d

s

SLvL

06SA
68Sd

18SS

8.SS

SLSH

T.9Y

695V
8954

G951

1

09Sd

8GSL
18Sd
9488
SGSY
%350

1550
085S
67571
8¥S)
LYSH
9%Sh
S¥SA

0%SA

3EGY

9ESGL

2eSa

i

e Molecule 6

9¢sd

L%9D
9%9d

S€9d

0€97T

i

929V

291

Outer capsid VP5

8191

STON

TO9L

96SH

T6SL

6%

21%

39%

- )
< S
- o

34%

¢
[
A

Chain X

Na
~
=

N
~
[

N~ 0 o
Q © ©
[T

o
©
<

098
650

LSL

SSA

L

—
0
=

3
&

9e1

o
el
A

o
132}
<

6CL

©
N
n

©
]
=

<
N
n

) © ®
- = 3]
IUIZIH

€11
CIN

12TV

STTL
PITL
€TTL
ZITL

S0Td
701D
€010

007X

-

964

[T}
o)
put

681

o

78

284

8L

80CA

S0TN

coTL
T021
002D

cL1d
TLIL

69T

L9TH

i
i

C9TH
T9TH
091D
B6STM

ESTH

SPTT
TPIN

692)
892D

992

18¢s
95¢s

2¢STT

8ETA
Legd
9€Td
SETT
vecd

1€2d
0€ETY

1

9TTH

veea

0zed

454

c¢ieI
TI2V
0ot1ZA
602N

TYER

ZheEN

8EEN

Seed
YEED

8CEL

9zcelL
seev

0zeT

-

8TEN

9T€I

TTEN

L0OET

€0eQ

TOEd

6621
8624

76CA
€628

T62d

18¢d

18¢d
0821

08EA

9LET

€Led

89€L

v9ed
€9EN
29eL
T9€d

LS€T
9GEL
95€D

asis(es
TS€T

SL¥L

LS%d

SS¥S

15474
(0474

LEVI

EEVD

STyl
i74414
474]

1247:1
(4748

3

STvd
454"

i
I

13570

6751

LYSH
9%sb

2

9€SL

vess
€€SQ
2e8a

+

0esy
623S
8CSY

SCSI

[44<p)]
T2SA

L1871
9TSH
STSN
Y191

1188
0TSA

€05V

867N
L6%d

267N
167V

98%d
S87A

£8%V

6.%d

2198

0T9L

T09L

96SKH

€650
2651

06SA
685d

1838

L

LLSA

SLSH

695V
8954

99SM
9991

L%9D
9%9d

0790

1€94

Ll

0€9T

%291

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



Page 21 wwPDB/EMDataBank EM Map/Model Validation Summary Report 3K1Q

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, I Depositor
Number of particles used Not provided Depositor
Resolution determination method | Not provided Depositor
CTF correction method Fully corrected. See Zhou et al., 1999, J. | Depositor

Virol. 73, 3210-3218

Microscope FEI POLORA 300 Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 2000 Depositor
Minimum defocus (nm) 800 Depositor
Maximum defocus (nm) 2300 Depositor
Magnification 154380 Depositor
Image detector Not provided 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 | ¢ o7 #|Z| >2 RMSZ #|Z| >2
1 A 0.56 0/10259 2.41 538/14091 (3.8%)
2 B 0.55 0/8142 2.55 420/11160 (3.8%)
3 C 0.55 0/9383 2.56 471/12866 (3.7%)
4 D 0.55 0/3240 2.54 172/4453 (3.9%)
4 E 0.56 0/3240 2.44 181/4453 (4.1%)
5 F 0.50 0/2132 2.40 115/2912 (3.9%)
5 G 0.50 0/2132 2.41 113/2912 (3.9%)
5 H 0.50 0/2132 2.40 116/2912 (4.0%)
5 L 0.50 0/2132 2.40 116/2912 (4.0%)
5 M 0.51 0/2132 2.39 114/2912 (3.9%)
5 N 0.51 0/2132 2.39 111/2912 (3.8%)
D R 0.51 0/2132 241 121/2912 (4.2%)
5 S 0.51 0/2132 2.40 116/2912 (4.0%)
5 T 0.51 0/2132 2.40 116/2912 (4.0%)
5 Y 0.50 0/2132 2.43 114/2912 (3.9%)
6 | 0.53 0/4856 3.09 312/6646 (4.7%)
6 J 0.53 0/4856 3.03 308/6646 (4.6%)
6 K 0.52 0/4856 3.02 312/6646 (4.7%)
6 O 0.53 0/4856 3.03 302/6646 (4.5%)
6 P 0.70 3/4856 (0.1%) 3.26 317/6646 (4.8%)
6 Q 0.53 0/4856 3.12 316/6646 (4.8%)
6 U 0.53 0/4856 3.04 312/6646 (4.7%)
6 \Y 0.53 0/4856 3.03 315/6646 (4.7%)
6 W 0.52 0/4856 3.08 313/6646 (4.7%)
6 X 0.53 0/4856 2.38 226/6646 (3.4%)
All All 0.54 | 3/104144 (0.0%) | 2.74 | 5967/142603 (4.2%)

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

sidechain that are expected to be planar.
Continued on next page...
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Continued from previous page...

‘ Mol ‘ Chain ‘ #Chirality outliers ‘ #Planarity outliers ‘

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 285
2 B 0 206
3 C 1 274
4 D 0 87
4 E 0 98
5 F 0 68
5 G 0 67
5 H 0 68
5 L 0 66
5 M 0 69
5 N 0 67
5 R 0 68
5 S 0 67
5 T 0 67
5 Y 0 68
6 I 0 155
6 J 0 142
6 K 0 149
6 O 0 145
6 P 0 147
6 Q 0 146
6 U 0 145
6 \Y 0 141
6 W 0 146
6 X 0 135

All All 1 3076
All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
6 P 56 ALA | CA-CB | 25.04 2.05 1.52
6 P o6 ALA | N-CA | -14.68 1.17 1.46
6 P o6 ALA | CA-C | -11.44 1.23 1.52

The worst 5 of 5967 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(®)
6 W 248 | GLU | OE1-CD-OE2 | -80.62 26.56 123.30
6 Q 248 | GLU | OE1-CD-OE2 | -80.09 27.19 123.30
6 K 248 | GLU | OE1-CD-OE2 | -77.76 29.99 123.30

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

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
6 O 248 | GLU | OE1-CD-OE2 | -76.08 32.01 123.30
6 U 248 | GLU | OE1-CD-OE2 | -75.94 32.18 123.30

All (1) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
3 C 315 | SER CA

5 of 3076 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
11 PRO | Mainchain
13 LEU | Mainchain
19 | ARG | Sidechain
20 | ARG | Sidechain
5 PHE | Sidechain

[UY QYWY JUNY U (UG
= | | |

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 9989 0 9916 381 0
2 B 7935 0 7904 765 0
3 C 9154 0 9092 604 0
4 D 3145 0 3071 o87 0
4 E 3145 0 3071 274 0
) F 2085 0 2019 225 0
5 G 2085 0 2019 232 0
) H 2085 0 2019 238 0
5 L 2085 0 2019 221 0
5 M 2085 0 2019 226 0
5 N 2085 0 2019 241 0
) R 2085 0 2019 221 0
b} S 2085 0 2019 235 0
) T 2085 0 2019 244 0
) Y 2085 0 2019 168 0
6 I 4758 0 4791 1941 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
6 J 4758 0 4792 1863 0
6 K 4758 0 4793 1854 0
6 O 4758 0 4792 1888 0
6 P 4758 0 4791 2017 0
6 Q 4758 0 4792 1844 0
6 U 4758 0 4792 2037 0
6 A% 4758 0 4793 1877 0
6 W 4758 0 4790 1906 0
6 X 4758 0 4797 224 0

All All 101798 0 101167 13378 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 66.

The worst 5 of 13378 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)
5:N:4:HIS:CG 6:0:586:VAL:HG22 1.19 1.72
6:U:66:ASP:HB2 6:V:232:ALA:CB 1.22 1.68
6:V:193:ILE:HG22 | 6:W:562:TYR:CE1 1.24 1.68
6:U:193:ILE:HG22 | 6:V:562: TYR:CE1 1.27 1.67
6:U:459:LEU:CB | 6:V:414:GLN:HE22 1.05 1.67

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all 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.

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
1 A 1297/1299 (100%) | 974 (75%) | 214 (16%) | 109 (8%) 16
2 B 1025/1027 (100%) | 842 (82%) | 136 (13%) 47 (5%) 31 30
Continued on next page...
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
3 C 1194/1196 (100%) 904 (76%) | 201 (17%) 89 (8%)
4 D 410/412 (100%) 317 (77%) 54 (13%) 39 (10%)
4 E 410/412 (100%) 307 (75%) 75 (18%) 28 (7%)
5 F 274/276 (99%) 167 (61%) 66 (24%) 41 (15%)
5 G 274/276 (99%) 170 (62%) 61 (22%) 43 (16%)
5 H 274/276 (99%) 170 (62%) 62 (23%) 42 (15%)
D L 274/276 (99%) 168 (61%) 62 (23%) 44 (16%)
5 M 274/276 (99%) 170 (62%) 62 (23%) 42 (15%)
5 N 274/276 (99%) 170 (62%) 62 (23%) 42 (15%)
5 R 274/276 (99%) 170 (62%) 61 (22%) 43 (16%)
5 S 274/276 (99%) 170 (62%) 61 (22%) 43 (16%)
5 T 274/276 (99%) 169 (62%) 62 (23%) 43 (16%)
5 Y 274/276 (99%) 169 (62%) 62 (23%) 43 (16%)
6 I 637/639 (100%) 477 (75%) | 105 (16%) 55 (9%)
6 J 637/639 (100%) 476 (75%) | 106 (17%) 55 (9%)
6 K 637/639 (100%) 479 (75%) | 102 (16%) 56 (9%)
6 O 637/639 (100%) 478 (75%) | 102 (16%) 57 (9%)
6 P 637/639 (100%) 476 (75%) | 103 (16%) 58 (9%)
6 Q 637/639 (100%) 481 (76%) | 102 (16%) 54 (8%)
6 U 637/639 (100%) 477 (75%) | 105 (16%) 55 (9%)
6 \% 637/639 (100%) 479 (75%) | 100 (16%) 58 (9%)
6 W 637/639 (100%) 482 (76%) 99 (16%) 56 (9%)
6 X 637/639 (100%) 482 (76%) 99 (16%) 56 (9%)

All

=

13446/13496 (100%)

0824 (73%)

2324 (17%)

1298 (10%)

5 of 1298 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 39 LEU
1 A 40 HIS
1 A 69 SER
1 A 76 GLU
1 A 153 LYS

PROTEIN DATA BANK
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5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all 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 A 1092/1092 (100%) | 987 (90%) | 105 (10%)

2 B 875/875 (100%) 788 (90%) | 87 (10%) 9

3 C 1017/1017 (100%) | 926 (91%) (9%)

4 D 326,326 (100%) 283 (87%) | 43 (13%)

4 E 326,326 (100%) 286 (88%) | 40 (12%)

5 F 228/228 (100%) 199 (87%) | 29 (13%)

5 G 228/228 (100%) 200 (88%) | 28 (12%)

5 H 228/228 (100%) 199 (87%) | 29 (13%)

5 L 228/228 (100%) 200 (88%) | 28 (12%)

5 M 228/228 (100%) 200 (88%) | 28 (12%)

5 N 228 /228 (100% ) 200 (88%) | 28 (12%)

5 R 228/228 (100%) 199 (87%) | 29 (13%)

5 S 228/228 (100%) 200 (88%) | 28 (12%)

5 T 228/228 (100%) 199 (87%) | 29 (13%)

5 Y 228/228 (100%) 200 (88%) | 28 (12%)

6 I 528/528 (100%) 483 (92%) | 45 (8%)

6 J 528/528 (100%) 486 (92%) | 42 (8%)

6 K 528/528 (100%) 486 (92%) | 42 (8%) 14 47
6 0 528/528 (100%) 485 (92%) | 43 (8%) 14 47
6 P 528/528 (100%) 488 (92%) | 40 (8%) 15 49
6 Q 528/528 (100%) 485 (92%) | 43 (8%) 14| 47
6 U 528/528 (100%) 485 (92%) | 43 (8%) 14 47
6 Y% 528/528 (100%) 487 (92%) | 41 (8%) 15 48
6 A% 528/528 (100%) 485 (92%) | 43 (8%) 14 47
6 X 528/528 (100%) 484 (92%) | 44 (8%) 13 46
All | Al | 11196/11196 (100%) | 10120 (90%) | 1076 (10%) | 14| 38
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5 of 1076 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type

6 I 537 SER
> L 210 THR
6 W 554 GLN
6 J 113 THR
6 K 148 THR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 252 such
sidechains are listed below:

Mol | Chain | Res | Type

6 K 209 ASN
5 N 90 GLN
6 W 593 GLN
6 K 546 GLN
5 L 231 HIS

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates 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.
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5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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