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PDB ID
EMDB ID
Title
Authors
Deposited on
Resolution

Mar 10, 2026 — 01:40 AM UTC

8XOU / pdb_00008xou

EMD-38541

Prohead portal vertex of bacteriophage lambda
Wang, J.W.; Gu, Z.W.

2024-01-02

5.58 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 5.58 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 - 33
Ramachandran outliers IS | I 0.2%
Sidechain outliers NN 0
Worse Better
I Percentile relative to all structures
l] Percentile relative to all EM structures
Metric Model-Map Fit Percentile Ranks Value
Q-score I I I 0.152
Worse Better

I Percentile relative to all EM structures

I Percentile relative to EM structures of similar resolution

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 475 ( 5.08 - 6.08 )

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
78%
- e
1 B 533 45% 43% < 11%
51%
Iy — ——
1 B1 533 45% 43% . 11%
51%
I y— —
1 B2 533 45% 43% . 11%
76%
g
1 B3 533 45% 43% < 11%
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Continued from previous page...

Mol | Chain | Length Quality of chain
70%
= ——
1 B4 533 45% 43% < 11%
1%
= —
1 B5 533 46% 42% . 11%
50%
I —
1 b 533 46% 42% . 11%
52%
Iy — —
1 bl 533 45% 43% . 11%
51%
Iy ——
1 b2 533 45% 43% . 11%
74%
= ——
1 b3 533 46% 42% < 11%
39%
. ——
1 b4 533 45% 43% . 11%
3%
- —
1 b5 533 46% 42% < 11%
20%
e -
2 A0 341 35% 63% .
7%
L -
2 Al 341 35% 63% .
20%
e -
2 A2 341 37% 61% .
20%
e -
2 A3 341 35% 63% .
20%
e -
2 A4 341 36% 62% .
19%
I —— -
2 Co 341 37% 61% .
21%
I — -
2 C1 341 38% 60% .
21%
e -
2 C2 341 35% 62% .
26%
N -
2 C3 341 38% 60% .
23%
e -
2 C4 341 37% 61% .
26%
.. -
2 DO 341 36% 62% .
27%
... -
2 D1 341 37% 61% .
28%
e -
2 D2 341 37% 61% .
26%
- -
2 D3 341 37% 61% .
21%
e -
2 D4 341 37% 61% .
29%
.. -
2 EO 341 37% 61% .
27%
S -
2 E1l 341 38% 60% .

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

Mol | Chain | Length Quality of chain
30%
. -
2 E2 341 38% 60% .
28%
. -
2 E3 341 38% 60% .
28%
. -
2 E4 341 38% 60% .
27%
e -
2 FO 341 38% 60% .
23%
e -
2 F1 341 38% 60% .
26%
N -
2 F2 341 38% 60% .
24%
e -
2 F3 341 38% 60% .
29%
. -
2 F4 341 39% 59% .
19%
e — -
2 GO 341 37% 61% .
17%
L -
2 Gl 341 37% 61% .
9%
e —— -
2 G2 341 37% 61% .
21%
e -
2 G3 341 36% 62% .
25%
.- -
2 G4 341 36% 62% .
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 123582 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 Portal protein B.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 B 4 3711 2319 672 697 23 0 0

Total C N O S
1 b 4 3711 2319 672 697 23 0 0

Total C N O S
1 Bl 47 3711 2319 672 697 23 0 0

Total C N O S
1 bl 4 3711 2319 672 697 23 0 0

Total C N O S
1 B2 4 3711 2319 672 697 23 0 0

Total C N O S
1 b2 47 3711 2319 672 697 23 0 0

Total C N O S
1 B3 47 3711 2319 672 697 23 0 0

Total C N O S
1 b3 474 3711 2319 672 697 23 0 0

Total C N O S
1 B4 474 3711 2319 672 697 23 0 0

Total C N O S
1 bd 47 3711 2319 672 697 23 0 0

Total C N O S
1 B5 4 3711 2319 672 697 23 0 0

Total C N O S
1 b5 47 3711 2319 672 697 23 0 0

e Molecule 2 is a protein called Major capsid protein.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
2 A0 335 2635 1660 453 510 12 0 0

Total C N O S
2 | GO 335 2635 1660 453 510 12 0 0

Total C N O S
2 | Co 335 2635 1660 453 510 12 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 Do 335 ggga; 16%0 4?3 5(1)0 1S2 0 0
2 EO 335 ggga; 16060 42]3 5(1)0 1S2 0 0
2 F0 335 g‘éga; 1(%0 42]3 5(1)0 1S2 0 0
2 Al 339 g‘éga; 16(250 41;]3 5(1)() 1S2 0 0
2 Gl 339 ggga; 16%0 4?3 5(1)0 1S2 0 0
2| ¢ 5 m 1660 45 510 10 ¥ ¥
2| DI 5. m 1660 453 510 10 0 ¥
2| H 5. 1660 453 510 12 0 ¥
2| 5. 1660 453 510 12 ¥ 0
2| A2 5. 1660 453 510 10 0 0
2| ©2 5. 1660 453 510 12 ¥ 0
2| 2 5. e 1660 453 510 12 0 0
2 b2 339 ggg;)l 16060 41213 5(1)() 182 0 0
2 k2 339 gggzl 1(?60 415\)13 5C1)O 182 0 0
2 k2 339 gggzl 16060 415\)13 5(130 182 0 0
2 A3 339 2(6);%1 1(?60 415\)13 5(130 182 0 0
2 G3 339 122?3? 1(?60 4?3 5(1)() 182 0 0
2 3 339 1225? 1(?60 4?3 5(1)0 182 0 0
2 b3 335 22?51 1(%0 41213 5(1)() 182 0 0
2 k3 335 1;2?51 1(%0 41213 5(1)() 182 0 0
2 k3 335 g(()igaE)l 16%0 41;]3 5(1)() 182 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
2 Ad 335 ggga; 16ijio 4?3 5(1)0 1S2 0 0
2 G4 335 ggga; 16060 42]3 5(1)() 1S2 0 0
2 4 335 gg’ga; 1(%0 42]3 5(1)() 1S2 0 0
2 ba 339 rggga; 16%0 41213 5(1)() 1S2 0 0
2 B4 339 ggga; 16%0 41213 5(1)0 1S2 0 0
2| 5 m 1660 45 510 10 ¥ ¥
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
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: green = 0, yellow = 1, orange = 2
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
shown in grey.

e Molecule 1: Portal protein B
48%
Chain B: 45% 43% %
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e Molecule 1: Portal protein B

11%

43%

51%

45%

Chain B2:

~
<
<

-
<
A

D
o
=

¢
4
¢
¢
4
4
¢
4
¢
¢
0 9%a
4
4
4
4
¢
4
¢
4
4
¢
4
¢

184
984

08H

8.0
LLH
9.1

re)
~
o

Iq.
~
=

Il
~
=

i

COPOOPPP 0O 0O G000 O00

0LTd

< S0ooO

891D

99TH

€974
0 2918
0 1918
0 09718
+EE

85TQ

1

E€STA

TSTT
0§73

671D
87IN

SYTH

N
<
-
=

e SO0 oe oo

EVTV

(A%
6ETH

9ETH

A o 2 4
5
a

€ETL
CETH

TETN
0€TY

6214

ii<'>4> L o 4

0 TSTA

TS24

vecI

0€TY

@
@
)
o

v.LTn
€L21

PO VOO0 PSO o000

TLCS

iii <

7921

€921

1921

092
65T

8SGCH
PRtd)]

SSCH
vScA

S S0 oo o

e Molecule 1: Portal protein B

11%

43%

51%

45%

Chain b2:

COPPPPPOPPPOPOSO GO 900 o0 oo

c9a

LYY
97

wd

R LDWIDE

7ed

O

PROTEIN DATA BANK

W



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 12

L1174
9TTH

0 BITY

ETTV
(45
TTTA

60TY
80TS
L0Td

S0TY

< &

964

Ted
06H

L84
984
S84

18I
08H

8.0
LLIH

9LT
SLd

LI

CTLN

PO GOOO V0O GO V090000

n ©
Q ©
II ==

3]
©
)

0L74

89TH

9974

€ETL
ety

TETH
0ETY

¢ ess
0 [£193
0 1924

0 TTTM
¢ oz

61CM

0 81T)

PA%4)]

STCH
j454:)

21ed
TTCA

0TZH

602a
802
L0Ts
902
S0TA
¥0ZA

L 2 4

10Ty
0ozy
661D
861S
L61a
96TN
S6TI
7610

> o <

[4315]

OO eO & 0O SO0

¢
¢
¢
¢
¢
¢
¢
¢

£8€S
(45198

18€S
08EN

6.Lgb
8LEV
LLEX
9.LEN

TLEd
0LEX

69€S
89EA

REEN
9981
S9€D

=l

£9eV
CT9eT
T9EA

e i 2 4 4 2 2 2 20 2R 2 2 3R 2 2 2 2 B 4

6G€T
8S€T

0 ©
0 0
| M
H o

¢

o
o)
o0
1]

o)
hy
2]
=

0

<
s}
o

)
<
™
=)

o
M m
M o
- =

0EEN

e e e el

b o & & 2 4
® o
$I K
1 %]

LYTM 10Sd

TYIN S0ST

6EVY
8EYY

9eVh

11%

43%

L0%b

46%
45%

0 L6EN 0 S9%A
96ea ¢

e Molecule 1: Portal protein B

T6€1 6373
06€EN
$ o] g
I =
0 18€Y 0 o
0 98€Y “ m
| gsev | =
¢ $8EL ¢ o O

COPOPPOPPPOPOOSO GO0 9000 o o

COOPPPO 90 0 G000

L2 4

€EeTL
ety
TETH
oeTYd

o o 0 ©
©Q 0 0
o o |27 <0

III :
~
—

o~
~
=

Q&
=

S6TI
7610

(435

06TH

i

0 1874

98TS
S8Td

€8TL

-~ o d i000

T8TN
08T1d
6LIN
8L1s
LLTI
9LTH

L 2 4

Ao o 2 4

0LTd

i

891D

9914

i

€974
0 (434
0 1918

09TS

i

8STQ

€STA

TSTT
0§74

671D
8YIN

SYTH

0 YN
523

4

0 ovrd
6€TY

4

e & oo

9ETI

o

0 652
0 89T

PAetds]

0 SSTH

1o

0 TSTA
1924
0STA

L¥TH
oy

jz4s)

* o oo
8
<

LIEA

D E

R L DWI

O
PROTEIN DATA BANK

erbDeBe

W



EMD-38541, 8XOU

@® GO CPPPG & VPO VOGO GO O G000

wwPDB EM Validation Summary Report

Page 13

L8EY
98¢y

OO0 OO

78el
€8€S
(45198

T8€S
08EN

6.L€D
8LEYV
LLEX
9.LEN

€LET
TLED
TLEd
0LEX
69€S
89€A

w0 ©
© ©
o M
© 4

o o
0 0
< <
n ~

147N

0 [4a2s

01
81vd
2198

807V
L0%D
9074

E0%A

S e SO SO oo

0 00%Y

664

0 LBEN

96€4
S6EA

o]

£6EM

0 T6€"
0 06EN

L2 4

L,0G8d

S09T

3

0 1094

0094

86V
L6VL
9673
S6%4

€670
[454)

0674
68%1
88%d

i

98%X
S8%a

4
0 z8%Y

T3

0 6.L%D

LLYA
9.v3

SL¥A
YLVl
eL¥S

S97A

PO 0009000 SO oo

€974
[4s34]
T97A

657

LS¥D

11%

42%

COPOPPPPPPPOOSO 000 O & oo

44%
46%

e Molecule 1: Portal protein B

Chain b3:

99N
S9Y4
oA
€91
29a
T9a

LYY
9%

wd

7ed

L11d
9TTH

0 YITY
€11V
z11a
TITA
o11g
6014
80TS
2014

SOTH

964

T64d
06H

881
184
984
984

18I
08H

8Lb

oo & 4 I|<l> Lo IR 2 2 2 2o 2 o 2 d

9.74

TST1
0s1d
671D

0 8YIN

0 SYTH

TPIN
EVIV
¢
¢

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

©
<
3]
~

<
<
N
o

e e B S A e e s A e 4

o
<
N
=

>

o
<<}
)
o

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

S9VA

[
© ©
<
<o m

TOVA

6S%Y

o} ~
0 0
< S
H ]

[asitc

0s%s

©
<
<
y

LYPM

COPPPOPOO0OSO O oo

<
<
<
=

{44708
15444

3

6ETY
8EYY

9EVD
Sevd

OO0 o
N
gl
~

STHA

i

{44748

L

81¥d
L1734

L 2 2

80%Y
L0%D
9074

€0¥A

0 00%Y

66€Y

0 LBEN

L0Sd

S0§7T

0 105Y

00SY

867
L6%L
9674
S67Y4

€670
[454]

68V1
88%d

i

98%A
S8%a

4
0 z8hy

T3

0 6.%0

0 LL%Y
0 9L%3
SLYA
YLYL
€LYS

e

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 1: Portal protein B



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 14

40%

11%

43%

45%

Chain B4

A2 2 2

99N
S94

€91
29a

3

081

LYY
9%

wd

g

<
a2}
o

L e e e s 22 2 2 R 2

0 SYTH
YIH
€TV

0 ovra

6ETH

9ETH

o

€eTL

0 zeTy

T€TH
0ETYH
6214

S¢T10
445

b & 4

L1Td
9TTH

12341
€Ty
(A9
TTTA
0oT1d
60TH
80TS
L0Td

A a

SOTH

0 964

164
06H

[ ess N

881

2

OO0 oOOoS

S84

78I
08H

8Lb
LLH
9.1
SL0
YLI

@ & <
N

66TD
86TS
Le1d
96TN
S6TI
7610

L & 4

261D

06TY

0 1874
9818
381a

€8TL

T8IN
08Td
BLIN
8.LTS

6vEN

<+ v
a
| M
-]

> & Oi COPPPPOP 90 & & 9900000000

80€L

voey

L 4

>

a2 B 2 2 2 2 2 2 2 2R 2 2 N 2 2 2 2 4

COPOPPO V00000000

L 4

98€Y
¥8el
€8€S
42159
08EN
6.0
8LEY
LLEX
9LEN

OO0 o

€9V

C9eI
T9EA

09€Yd

6G€T
8GET

i

9sed
feiejors

Tses
TSEA

9.3
SLYA

0 LL¥Y
¢

[4cigs

0S¥%S

o}
<
<
-

Ly

¢
¢
¢
‘
L =
¢
¢
¢
¢
¢

4478

{4747
9PV

i’

6EVY
8EVY

9eVd
SEVA

CEVY

STYA

[444:

L

81va
L1%d

Portal protein B

e Molecule 1

11%

43%

39%
45%

Chain b4

@ 0O SO

COPOPOPOOOOOOO

0
Q
o~

N M
© ©
Q»—‘II

© ~ o
< w0
A< —

-
<
a

7ed

¢

a2 2 4 2

(A%

€ETL
[43%:

TETH

o€ty
6cTd

S¢10

184
984

902A
S0TX
v0Ck

Tozy

00zy
661D

86TS
1610

96TN
G6TI
610

S o <

261D

0674

0 2874

981S
0 $81a
¢ w

€8TL

OO P0O0OOOOOS
I .
&

“

T8TIN
081d
6LIN

8L18

9974

€974
2918
1918

0918

o 2 4

| G|
8STa
]
E€STA

+E
TS11
0STd
671D
8YIN

7SCA

CTSTA
TS24

0SZA

LD

<
<
[
o

O

R LDWIDE
PROTEIN DATA BANK

0

<
N
=

veer

3

0€TH

L2 4

9221

TZCH

6TCM
81y
2120

i

STTH
0 j214))
§ s

zTed
0 T12A
0 0129

602a
8023
L02s

W



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 15

¢

T9eT

YEEN
€EET

0EEN

0 9zeD
0 SzeT

yeed

Teey

0 ozev
0 8TE€A

L1EX

Tie1

80€L

v0ed
€0ED

>

662N

D
e}
)
=4

istace

28CI

8LCA

o ¥
[N
N N N
H > X

e o o 4 e Ao B £ 2 4 oo A A 2

€07A

oo

0 00%Y BLYL
T £L7S

0 LBEN

96€4
S6EA

@ veev |
0 €6EM

T6€T
06EN S

¢
m. o
¢

e o B o o

TOVA

i
i

65

<
0
o
=

£8€S 1SPD

OQQOOiOOOQQ

69€S 4474\

[4470
I 0 15441

[o
©
[l
=

©
©
™
k)

9EVD
C9€eI gevd

®
©
M
<

¢
¢
¢
’ S9€D 6EPY
¢
¢
¢

o
ol
'i

81va
¢ oven 1173

‘ 80%V

’ L0%D

o}
©
II =

o m
© ©
[SE)

11%
(=3
=

© ~
< <
A<

-
+
a

42%

COPO COPPPPPOG G000 O & o o
<
g

41%
46%

e Molecule 1: Portal protein B

Chain Bb5:

9ETH

€ETL
0 zeTy
0 TETH

62T

121a

S2T1D
¥Z10

a2 4

L1738
9TTA

14234
ETTY
[4axc
TTTA
(94c8
6014
80TS
L0T4

¢
¢
¢
woown ¢
¢
¢

S0TY

964

164
06H

o o 4 2 4 4 4

n © N~ 0
0 0 0 ©
[T T |

181

<
o
g2
<&

©
~
o

LLH
9LT

SL0
LI

CTLN

99N

e s s 2B 2 2 4

TozY
0ogy
661D
8618
L67Q

96TN
S6TI
7610

L2 2 2 2 4

261D

0614
0 1874

0 $81a
0 %819

€8TL

e

T8IN

081d
6LIN

<&

<>

9974

€974
2918
1918
0918

Lo o 2 2 4

8STa

E€GTA

TST11

0s1d
671D
8YIN

o m

0 SHTH

YYIN

0 €YTY
¢

0 o1

’ 6€TY

1,921

i

s9zh
%921
£9CL

i

17921
09ZH

6GCH
8GCTH

o = < N~
D W roRTe} )
N NN a o N
= R - = o

L%TH

< ©
g <
I||||||||I s |||| g!

PO PO PPPPPPP0POGO 00 G000

| seen |
0 LBEN

96€4d
S6EA

¢l

€6EM

>

£8€S

8LEY

LLEXK
9LEN

€LET
TLED
T8
0LEX

69€S
89€N

©
©
32}
=}

©® GOPPPO VP0G VPP PPOOGO S0
3
E

o
)
<
©n

OO0 OOoOoOO
2
=

8YvI
LYVM

TYIN

(474708

6e7Yd
8EYY

e SO

6.%0

e Molecule 1: Portal protein B

LLYY
9.L%d

VA8
2548

D E

R L DWI

O
PROTEIN DATA BANK

erbDeBe

W



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 16

43%

11%

42%

46%

Chain bb

COPOPPPPPPPOPOSO G000 00 o oo

c9a

LYY
9%

wd

7eb

984
984

a2 2 2 2 2

18I
08H

i

8.Lb
LLH
9.1

SL0
LI

CTLN

99N
S94

iQOOOOOOO 2 2 2

€91

0 002V
0 6619

86TS
Le1d
96TN
S6TI
7610

¢
¢

[435]

06714

1874

Ao s i 4 c oo sl o AN £ 2 2 2 2 2 & o 4

0 §81a

€8TL

. aa

i

%921
€921

1921
09ZH
(Gsta
8SCH
PRetds]

0
T
N
=

i1l

Lo 2 R 2 2 2 2 2 A

o - < 1 ©
N A N N
| M | M M
< < [ I

@ COPPPPPPPO & V0 V000G o oo

TSTK
TS24

0S2A

N
<
N

(=4

vecI

€EET

0EEN

8T€X
LIEXR

< <

>

o
e
N
(=4

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

i

€LeT
TLED
TLEd
0LEX
69€S
89€A

n ©
© ©
M o
o oA

€9€V
T9ET
T9EX
09€Y
65€T

o
ts)
o
)

<&
©
re
@
=4

i

D
<
0
=

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

> o
i
-

i

S
£9vd
[4s34]
TOVA

6SPY

LS¥D

ST
0 SSPI
¢

0 (434
“ 0s¥S
¢ o |
0 8YHI

LYYM

474728

{47470
344

6ETY
8EVY

9e%d
SEVA

CEYY

SThA

(4428

81vd
L1734

807V
L0%D

LIV

0 9L%d

SLVK
YLVl
€LYS

S97A

< 9000

mn

id prote

Major caps

e Molecule 2

63%

35%

20%

Chain A0

3
=

{47\

698
8GA
LSI

YSA
€94

o
re!
=

1

£
{47

©® GOPPPPPPPO 9900000000

1

{4
T2d

0 0za

614

sl
9TH
ST0

8b

SzTh

[Zans L6811
€z1I 96TN
faan s S6TA
1211 76TA
0z1a €6TD
6113 2618
811a Lrew
1174 06TN
9TTH -
STIN S8TH
YITD ¥8TI
STTH €8Ta
ZITI 281a
I1TI T8TL
s mm.;
60TYH

sore QNN

9.18
€LTY
0LTM
69TH
89TL

S9TS

€9TL

i

T9IN

091N

€6 0 651d
|

9814

¢ = s

681 ST

a2 2 2B 2 2 4

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 17

<& oo

85CA

0%eT
6£ED

e Molecule 2

LEES
9EEA
geed
veed

11

id prote

jor caps

Ma

n-
X
—
©o
X
~
m

N

(<))

—
nWm
O

=

o
o]

<

O

<

Lo o o d

o 2 4

8SA

8vA

9TH

COPO SO SO0
[
&

¢

S8Td
%811
€810
281a
18TL
8LTA
9.L1S
€LTH

0LTM
6974

S91S

€971

0 TOTN
09TN
6973

9514

PSTH

1814

PAARS

602H

SOoZM

cozd

o=

v.LT1
€LTA
CTLTN

ComEv
0veT
6£€D

LEES
9€EN

1m

j id prote

jor caps

Ma

e Molecule 2

19%

61%

37%

Chain C0

2L

6GS
8GA
LST

9GS
21

@ SO0 OOOOO

-
2]
w
I>'

19V

67N
87A
Ly

o o 4 4

1

6CTH
82Td

STTO
vy
€CTI

06TN

o oo

S91S

€971

TOIN
09TN
6573

9GTH

YSTH
1S1d
CYIN
6ETH

8ETD
LETH

€ETS

CETA

0ETh

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 18

L 4

11

id prote

Major caps

e Molecule 2

62%

36%

26%

Chain DO

i

<
el
=

1429

OQIQQOOOOOQQ a4 o 0 & & 2 2 2

L

8b
LY

oo o o o 2 3R 2 2 4

¥6d
€671
6"

89D

994

794

9918

€971

092N

LETH

SETT

0 €eTy

CETA
ey

6ccd

e s 2 4
]
2

L 2 4
3
=

0 $8TL

€82Y
2821
182D

0 0%eT

6EED

Ma

LEES
9EEA
geed

62€T
82eT

LTEW
9zeT

L o 4

IO

4434

mn

id prote

Jor caps

e Molecule 2

29%

61%

37%

Chain EO

Lo 4 4 2 d

€61
ey
64

0 061

89D

994

94
€91

o o 2 o & Al g

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 19

Y
892A

LSTK
952b

-
® m
N
< =

2}
N
N
[35]

821

prasce
9zes

§ZTN

ceed

612a

8121
L12%

COOPOOOS> & oo

i

ST
4548

(4548
6024
S02M

coed
Toza
0024
66TA

0 86TI

L6TI
96TN

0 S6TA

78Tl

€82y
28¢1
182H
082y

LLTL
9.LZN

0 24

€LTA
CTLTH

0LeN
6920

9924
S9ZN
v9TH
€924
{41418

I““

jor caps

0veT
6eed

Ma

LEES
9EEN
Seed

62€1
8CET
LTEW
92eT

veev

60%

11

id protei

27%
38%

e Molecule 2
Chain FO

L
€91

6SS
8SA
LSI

7SA

COOP & & G000 o
-

L2 2R 2 2 2 2 2R 2 2 2 2 2 2R

SO oo

Lo 2 S S 2 2R 2 2 4
© oo}

v6d

z6d
Ted

067

180

©
@
A~

78A

T8H
8y

6.4
8LA

9.Ld
S.d

eLd

06TN

oz

9918

€971

i

TOIN
09TN

0 6973

9GTH

PSTH

1S14

CYIH

6ETH
8ETD
LETH

0 9eT1

*

CETA

0ETH
6CTH
8¢Td

TS2A
0SCI

8¥TA

9veHd

66TA

0 86TI

L6TI
96TN

9.LZN

0 $.T1
€LTA
TLTH

042N
692a

9924
S9ZN

0veT
6£E€D

LEES
9EEA
seged

62€T

0 8z€T

63%

11

id protei

35%

jor caps

: Maj
17%

e Molecule 2
Chain Al

©
Q
o

<
©Q
~

(47N

6GS
83A
LST

¥SA
€394

5 388
a > =

[N)
& &
n o

Q@ DVGOPPPPPPPPO G000 00%000

9EL

ved
€ed

TES

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W

>0 GO
® N M FWON OO
© ~E N NNNNNK®
Iurumhmu>>>¢m



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 20

s

871

(4490

6ETH
8ETD
LETA
9€TT

€ETS
CETA

0ETh

1572

LETH

SETT

0 A

TETA
Teey
ogeL
6ccd
8¢C1
prascy
9¢Ts

0 SeTN

ccey
Teed
ozel
6120
8121
LTCH

ST
YICA

[q50:%

6024

socM

c¢ocd
T02a

LLT1 0%eT
9.LZN 6e€b
vL2T LEES
€LTA 9EEN
LT Sseed

11

j id prote

jor caps

Ma

e Molecule 2

61%

17%
. 37%

Chain G1

89D

994

L
€91

6SS

Lo 2 2N 2 2 2 2

< & & oo
w
=4

a2 o4

o &

S8Td
7811
€810
281a
T8TL

8LTA
9.L18
€LTY
0LTA
6914
89TL

S918

€971

TOIN
09TN

CYIN

€ETS
CETA

0ETh
6CTH

0LeN
692a

9924
S9ZN
¥oex
€924
(41418

0 092N

8GCA
LSTK
9szh

TS2A
0821

8¥CA
Lyea

0 ShTh

iagals

T¥CA

0 L€T)

SETT

0 €eTy

CETA
TeETY

6ccd
8¢C1

0 Lzed

9¢Ts

0 SzTN

0 [444's

1344

6120
8121
L1231

ST
Y1CA

1Ty

6024

soch

cocd
T02d

0veT
6£€D

LEES
9EEN

11

j id prote

jor caps

Ma

e Molecule 2

60%

38%

21%

Chain C1

¢
¢
¢
¢
¢
¢
¢
¢
¢

8€N

9el
GEI
ved
€ed
(4N

82T
pxqxs

STTh
veTv
€211
(4434

b o 4

v6d

€671
6"
Ted
061

A o o 4

88l

Lo o o o 2B 2 4
ool
E

©
©Q
~

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 21

S0CM

20ed
Toza
0024
66TA
8611
LBTI
96TN
S6TA
76TA

06TN

S8TH
¥8TI
€81Q
281a
T8TL

@ SO oo

8LTA

¢

9.18
eLTYd

0LTM
6973

S9TS

€9TL

TOIN
09TN

0 63Td

95TY

YSTH
TSTd
{47497
6ETH
8ETD

LETA
9€TT

*

CETA

0ETh
6CTH

LETH

SETT

S
0 €Ty

TETA
Teey
ogeL
6ccd
8¢C1
Leed
92Ts
SN

ccey

6120

8121
L1TH

e SO0 oOoOO

STy
YICA

[q54'%

6024

08cy

LL2L

61%

11

id protei

: Major caps
27%
37%

e Molecule 2
Chain D1

29N

N~ o O
0L 1O 0
H > 0

Ny
el
=

o
)
=

8%A

Svd

COPPPOPOO 00000 OO0

[
<
©n

b

8€4

©
™
IHI

ved
€ed
CER

.v T€S
‘"
’
’

8c4d

L 4
<
® o) -
i ..|||h

e s 2 22 2 2R 2 2 4

LY

v6d

6y
164

0 061

88H
180

0 98d

78A

< oo

e & & S0

C8H
831
08d
6.3
8LA
LLK
9.9
S.d
PLL

€L4

89D

994

¥ou

06TN

S8TH
78TI
€81Q
2¢81a
T8TL

8LTA

0 918

€LTY

0LTM
6974
89TL

¢

G918

€9TL

i

T9TN
09TN

0 63Td

>

9STY

PSTH

TSTd

Ly1d
i s

i

EVIL
CHIN

L 2 4
&
<

ccey
Tced
ozelL
6120
8121
L1TH

ST
4548

[q54:%
602Y
S02M

zoed
Toza
0024
66TA

0 86TI

L6TI
96TN

0 S6TA
0 H6TA

Lo 2 2 2 4

L 2 4

0 oveT1

6€€D

Lees
9EEA
geed

62€e1
8¢€ET

LTEW
92eT

60%

11

id protei

: Major caps
27%
38%

e Molecule 2
Chain E1

994

OO0 OOoOoO

2L
€91

698
8SA
LSI
95d

7SA

L 4

S 0 <

e e

€671
(4}
T6d
061

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 22

S6TA

Ao o o 4

06TN

1

S8TH

811
€81a

0 z81a

T8TL

L 4

8LTX

¢

9.18
€LTY

0LTM
6973

o o d

G918

€9TL

¢
¢
0 114
¢
¢

CYIN

B6ETA
8ETH

0 LETA

9€TT

€ETS
CETA

0ETh
6CTH

2oey

662N
86C1

9624
S62H
62h

262a
62V
062a

o

88¢CI

S8CA

0 $8TL

€824
28T1
182D

LL21
9.LZN

0 $.21
€LTA
TLTH

0.LZN
6920

9924

60%

5

11

Major capsid protei
23%
38%

e Molecule 2
Chain F1

COP®P S & SO0 o
~
w

s

84

9EL

a2 2 2 2R 2 2 2 2

ged

0 TER

TES
oed

824

0 Lzd
9T1
sey
¥T1

{4
Ted

0 614

& <

Lo S 2 2 2R 2 2 4

© ©
Q ©
III = III °

061

© N~ ©
W 0 K
A o =

<
©
=

o
©Q
S

T8
08d
6.4
8LA
LLR
9.LD
S.d
YLL

v6TA

06TN

S8Td
¥8TI
€8Ta
281d
T8TL

8LTA

+n

9.L1S

€LTY

0LTM
6914

L9714

A o 2 4

29T

89CA
LSTK
952b

192
0§¢I

8¥cA

0 Lyea

9¥%TH
S¥CK
v

v8cL

€824
28TT
782D
082y

LLTL
9.LZN

Ma

0 $LT1

€LTA
TLTN

3

e Molecule 2

042N
692a

9924
S9ZN
79Ty
€924

61%

11

id protei

37%

jor caps

20%

Chain A2

2L

N
©
=

N~ O
0 W 0
H > w

<
0
=

0SKW

]
s
=

~
i
1'-]

o 0
<
n o

b R 4 2 2 S o oo o dh o 0 o 4 2 2 o 4
™
L2

L

8EX

Ted

614
8T

¢

9Ty
0 STh
¢

ot
[ —
- ..|||h

8b

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 23

Ted

0 0671
681
881

0 280

984

78A
€84
C8H
8%
08d
6.3
8LA
LLK
9L
S.d
PLL

€Ld
cLa

899

994

oo oo o BB 2 2 4

S9T1S

€971

T9IN
09TN

0 6973

95TH

PSTH

0 1979

LY1d

CYIN

6ETH
8ETD
LETH
9ETT

*

CETA

0ETh
6CTH
821d

8GCA
LSTK
932h

TS2A
0SCI

8¥CA

0 Lvea

14
j4x4

1579

86C1

9623

S624
7620

2620

0 8Tl

€82y

kAN

9.LZN

.21
€LTA
CTLTH

< 0 © N~ @ o
oM m oM m o
M mmm m M
(S (=g

0.LZN
692a

¢

62e1

11

id prote

Major caps

e Molecule 2

19%

61%

37%

Chain G2

89D

99y

94
€91

e s BB 4 4 4 2 2

69S
839A

0SKW

0 8YA
0 %1

Lo 4 4 4

S oo

981
811
€810
z81a
T8TL

8LTA

9.L1S

€LTH

0LTM
6974

09TN
6514

9GTH

YSTH

0 1979

<>

Sy1a

CYIN

6ETH
8ETD
LETA
9€TT

€ETS
CETA

042N

9924

602H

socM

coed
Toza

seed

LTEN

86C1

9623
S62H
620

zeca
Tecy
062d

88¢1

S8CTA
78Tl
€824
2821
182D
082y

0 & ©

LLTL
9.LTN

v.21
€LTA
TLTN

e Molecule 2

0veT
6EED

LEES
9€EN

11

j id prote

Jor caps

Ma

21%

62%

35%

Chain C2

6GS
8GA
LST

9GS
21

€GA

@  SOooOoOO

i

T8V
08I

L o 4

I I Iw SEE
g & & &
O A==

Tl

{44
T2d

614

A o 2 4 2
[
E

9T

ST
14

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 24

STTh
i74a 4
€CTI
(4454

0 ozt
6118
811d
2174
9TTH
STIN
234]
ETTH
(4331
1111
o114
6014
8014
2074
90TA
SOTY
%0Td

e SO o

L & 4

T0TT
00TN

8y

89D

994

2L

<‘><‘><‘><‘>iii<‘><‘><‘>

L6TI
96TN
S6TA

V6T

06TN

S8Td
7811
€810
281a
T8TL

8LTA

¢

9.L18
€LTH
0LTM
6974
89TL

S9T1S

€971

TOIN
09TN

0 6913
|

95TH

7SI

TS1d

0 6%1d
0 8v1a

A4S

OO0 OO

CYIN

6ETH

L 2 4

<>

9924
S9ZN
Yo
€924
(4148

8GCA
LSTA
9szh

TScA
0821

8¥cA
Lyea
9%
SYCA
Yy

TYCA

LETH

S€CT

€ETA

ZeTA
Tecy
0gTL
Saact
8¢C1
Leed

9¢Cs
TN

ey

662N

9624

9.LZN

0 %121
£LTA
zLTH

0.L2ZN
692a

e Molecule 2

0%eT
6eed

LEES
9EEN
Seed

11

id protei

Major caps

n-

xX

—

©o

X

~

m
X
0
(o]

nn&

A

=

!

<

<=

o

29N

6SS

N~
o 0
H =

Ny
)
=

o
)
=

87A

Svd

s

PO COPPPPPPO 0090000000

L

8€X

9€elL
SEL
ved
€ed

0. TER

Tes

¥6d
€61

64
061

¢

¢
B
¢

98d

78A

C8H
8y
08d
6.3
8LA
LLK
9.9
S.d
PLL

€L4

89D

994

¥od

e s 2 22 2 2R 2 2 4

S9TS

€971

T9IN

LR 2 2 2 2 2

zzed

o=l
0veT
6€ED

Le€8
9€EA
geed

62€T

0 8z€1

LCEW
92eT

2 4

veev

11

id prote

Major caps

e Molecule 2

60%

38%

30%

Chain E2

994

Lo 2 A a2 2 2 2

794
€91

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 25

o <

L 4

e e

1214

ST
very
€CTI
(4434

€671
ey

067

iy

06TN

¢

9814
811
€810

0 z81a

T8TL

8LTA

Ly14

8SCA
LSTK
932h

TSCA

0 0521

8vTh
0 Lvea
¢ o |
0 SYTh

4441

0 [4%a]

T¥CA

LETH

.
Iml
)
o
=

0 €€y

- o
0 o
o N
< =

2]
N
]
|5}

8¢C1
Lgea
9¢Ts
SN

zeey

a2 oo o 2 R 2 2

)
—
I
=]

88¢C1

S8CA

0 %8zl
€824
z8T1
1829
08zy

mn

id prote

Major caps

e Molecule 2

26%

60%

38%

Chain F2

o4
€91

@ & SO0 o

0SKH

8VA

i

e s o2 B 2 2 2 4 2~ 2 4

e s s 2 A BB 2 2 4

899D

994

¢

06TN

S8TH
Y811
€81Q
281a
T8TL

8LTA

9.18

eLTYd

0LTM
6974

zzed
12el
0ZEN
6TEL

L1€4

STEV
¥red

LLTL
9.LZN

v.L21
€LTA
CTLTH

042N
6920

9924
S9ZN

v9en
€924

29T

o & o

A2 2 2 4

e Molecule 2

jor caps

0%eT
6e€b

Ma

LEES
9EEN
Seed

62€T
8zeT
LCEN
92eT

veev

11

id prote

N

N

m

©o

N

N

m
N
o
o

&&

<t

=

o=

o]

-~

o

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 26

994
S o
0 9y “I 8zTd OI
9924 8CeT Vo 1214
Moo vz sort e oo cor s ¢ o
¢ Lcid 96TN 9zeT SzTh 8611 82ET
e ooy ¢
0. szTh g6Th €923 | gged ¢ izad} 1611 1ZEN
o we SR g ¢ S =
¢ oo €eIT 2618 ¢ zeen ¢ oss L ten l T
¢ gy RGN ¢ e - CETY 0z1d ¢ [ezes |
181 Tl 06TN 6113
¢ 0z1a 0ZEH 18T ¢ ceis [2430]
6114 i 8szA 61€L ] 811a E=TE P
¢ 811a Jerd At [ erea 79 wmm 061N 0ZEN
¢ v L1TH WNM 9520 1763 £5A o ¢ 6151
gak 91T e 1 [ored ¢ o ered |
STIN TS82A STEV ‘ L1€d
0. bt ISTL 0S2I pTed €11 o1y
¢ STTH i | evey £1£a [433¢ b
¢ o e ¢ L 8vzA MHHW MNM. yied
[ am 120 £1€Q
OI TT1I VEE OI 0. 60TY €810 [45:D)
¢ sm OTTY ] ¢ OTEL 80TH z81a ¢ L
¢ 6074 S 1243 60EA Loty 1811 0T€L
8074 e YT 80EM 90TA [ | 60€A
01 L0T4 C1as | [ | LOEN N SOTV 8LTA e
SO 0LTM THTA 90€3 o %01d LUTL e
% sory oot e o s *
TS 1071
’ - l ‘ 8971 1823 ‘ S0ed .10 S0€d
ey ¢ l [egen ¢ cosv I
| ogd ¢ ot SETT ¢ LTy ¢ coey
S9TS I 0 Cis
h 00TN [ etd ¢ ¢ ¢ 0LTH p (i
gee)
ved ¢ k ¢ zgTA Gl ¢ T 0.
eed ¢ e s 8621 ¢ | ¢ soon
¢ = ¢ 091N s 9623 ¢ Mmm ,.,.ok 8621
wmm v6d 1} T MMMM gecy 164 EI0T ¢ ez
Hu ) 1 9623
624 s wmﬁ Phac:i F ¢ oe1 o ¢
s e £ om ¢ oo
061 5, 881 6512 7620
071 $STH 162V ) EEE
¢ s 68L | 4 062a ) 180 [}
721 i i ¢ _— A, ¢ k ey
Lo gz sen
| oeed 98d geed PSTH 0620
78
1 e ¢ ¢ o o e ¢ "y Cemb
T2d Fvyy ¢ ozzl ey n | esd 8871
oza €84 612a ’ o, N i
6Td z8H ¢ 8121 £8cy % 9 a8zh
8Ty 183 ¢ 112y ¢ s O ¢ e
08d ored | 182) N €824
“4 6.3 g ¢ osc 2, on 28T
e QA nmE F ¢ < 1829
LLK | Teev | M ¢ osc
»18 o5 68T z1e e
L 7N AR S R M el
0l Cawn Cseen pr—
ww ¢ s mﬂuz ¢ vt LEES = e WM.M% 0%€1
9gen =
¢ o I [ | £L2h e O @) | suwo | 6£€0
€ETS zozd Tl e < o $.21 | seen
¢ TETA 1020 Tl o = €A LE€S
¢ e | oTeny 00z 042N 0r M < ZLTH 9EEN
0ETh 66TA 6920 -~ | Tel seed
OI 62TH 8611 [ ] ¢ oeet ® (@) 02N [ |

60%
RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe

11

id protei

38%

26%

: Major caps

e Molecule 2
Chain C3



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 27

L

~ o o
0 O 0
H > wn

0
0
0

® SO0 O00OoOO

S
0
=

b o JIh 4
0
>

¢
¢
¢
¢
¢
¢

SO0 > o

L o 2 4 >

e s oo o 2B 2 4

96TN
S6TA

v6TA

06TN

¥8TI
€810
z81a
18TL

8ETD

LETH
9ETT

€ETS
CETA

0ETh
6CTH
8¢1d

L 2 4

9924
S9ZN
YoTx
€921
292A

85CA
PAS(AN
95z

TS82A
0821

8¥cA
Lyea

9%2ZH

S¥CA
Yy

LTEW
92eT

4434

zzTed
TCeT
0CZEN

6TEL

L1€4

8601

962
§624
620

z6Ta
162V
062a

9.LZN

0 $.21
€LTA
TLTH

0.L2N
692a

61%

11

id protei

37%

<>

Iw
a2
£

Jor caps
26%

: Ma

e Molecule 2

Chain D3

by
©Q
=

{47\

6GS
8GA
LST

¥SA
€GA

08I

©
N
=

Svd

PO VGOPPPPSO G000 0O0OOGOOS

I
I+II <'..
[%

0
0
x

9EL

8cd

0 Lzd

9T1

7T

{44
12d

614

9T
STO

h 4
<
3"5

¢
¢
¢
¢
¢
¢
¢
¢
¢

0 $6TA

06TN
S8Td
7811
€810
281a
T8TL
8LTA
9.L1S
€LTH
0LTM

6914
89TL

S9T1S

€971

(4148

092N
6523
8SCA

YTEV

zzed
TCeT
0ZEN
6TEL

L1€d
9T€Y
STEV
vred

€red

0TEL
60EA

Lo 2 2 2 4

0 082y

LLTL
9.TN

0 %121
€LTA
zLZW

042N

0 6920

9924
S92ZN
v9ex
€921

0 oveT

6eed

LEES
9€EN
seed

62eT
82eT
LTEW
92eT

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe

mn

id prote

Major caps

e Molecule 2



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 28

28%

60%

38%

Chain E3

994

L

L e s e 2 2 2

QN © O 2]
W W W W ©
AH B> ®n =]

7SA

L 4

-
3]
0
l>‘

o
w0
=

©
=
=

L2 2 & 2

II|II ~
<
A

o
<
©n

oo
¥}
£

9€L

ved
€ed
CER

Tes
oed
6cd
8cd

0 Led

9T1

<

0 ST0

L o 2 2

OO0 OOO

¢

€9TL

0 TOTN

09TN

€92

0 T9TA

Ao 4

85CA
LSTK
952b

TSCA
0SCI

8¥ch
L¥2a

0 SYTA

YV

0 14441

TvCA

L 2 R 2 2

LETH

0 S€TT
o=

€ETH
CTETA
Teey

0€TL
[Claact
821
prascs
9zes

§2TN

ceeyd

COPOOOSPS> & OO

@D
—
N
[=]

L 4
©
S
I3
3

L1TY

i

ST
4548

(4548
6024
S02M

coed
Toza
0024
66TA

0 86TI

L6TI

9.LZN

0 $.LT1
€LTA
TLIN

0LZN
692a

9924
S9ZN
voTH

L 2 4

0veT
6eed

LEES
9EEN
Seed

62€1
8CeT
LCEW

11

id prote

Major caps

e Molecule 2

60%

38%

24%

Chain F3

@ & V0000 oo

vou
€91

65S
8SA
LSI

vSA

¢
¢
¢
¢
¢
¢
¢
¢
¢

a2 2 2R 2 2 4

LTEN
9zeT

ey

[443]

S8TA
0 8Tl
€824
28271
1829

0 oszd

kAN
9.LTN

.21
€LTA
CTLTH

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 29

mn

id prote

Major caps

e Molecule 2

20%

62%

36%

Chain A4

©
Q
~

by
Q
~

1

€70
s

Q@ VOO PPPO GO 909090900 %%0

8€)

9EL

ST0
13

i" b 2 4

180

98d

78A
€84
C8H
831
08d
6.3
8LA
LLK
9LD
S.d
YLL

€Ld
[k

3

89D

CYIN

6ETH

CETA

0ETh

6CTH

§I

0 ToEY

L& <

662N
8621

9624
S62H
620

z6ca
T6CY
062

88CI

98CA
¥8cL
£82H
2821
182D
082Y

e & ©

LLTL
9.LZN

v.L2T
€LTA
CTLTH

0LzZN

0veT
6€ED

e Molecule 2

LEES
9EEA
geed
veed

=

11

id prote

jor caps

Ma

- .
S
o~
[(e]
X
[(e)
m
®
n
o~
I
@)
jw]
o=
<
-~
O

0SKW

8¥A
LY
9%d

L 2 2 2 4

472"

(47

8e)

9€L

ved

¢
eed
0 TER

Tes
oed
62cd
8cd
Lcd
921

vl

COPO VOO POPOOOOGO oo
o
B

[4a
T2d
oza
614

0 913

<
o
2%

o - o
S QO
= -]

~ ©
© 0
o=

©
[
2%

<
g
=3

[ R3]
N~ © 0 ©
X Aax T

8LA

o &

899

i

86TI
L6TI
96TN

€9TL
TOTN
09TN
65T

95TY

0 ST
1573

Ly1d

o=

SvTd
(47497

6ETH
8ETD
LETH
9€TT

*

CETA

0ETY
6CTH
8T

€924
(421418

0 092N

852N
LSTK
952h

TSCA
0SCI

8¥eA

0 Lyea
0 SYTA

v

T¥CA

socM

c¢ocd
T0za
0024
66TA

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 30

mn

id prote

Major caps

e Molecule 2

23%

61%

37%

OiOO

Chain C4

AL

N~ O O
0 0O o
H > w0

wSA
€GA

@® SO0 O0O0OOOO

i

O HWON N DOHANMIL ONOD O=HN®ILW 0
OOMIO 000 © Odddddd o+ -+ AN
I T T T B T B R i B e e IS R 1 ST e B e
24 A<>@ R ERHHEO=E =AM MAd<H<C ©

8V
0SKW
67N

8¥vA
Ly1

o o 2 4

L

{4743

(6)29

8€)

9el
SEL
ved
€ed

0 49

€S
[oloxct
0 624
8¢
Led
9T1

0 ferat

Tl

e oo o o 2 & 4

{44
T2d
oza
614

8Ty

9T
ST

L & 4

¥6d
€61
ey
Ted

061

881
180
98d

w8n

€84
C8H
831
08d
6.3
8LA
LLK
9.LD
S.d
PLL

8LTXA

9.18

€LTY
TLIA

0LTM
6974

S9TS

€9TL

i

TOTN
09TN
65T

95TY

YSTH

CYIN

6ETH

CETA

0ETh

6CTH

TSCA
0821

8¥CA
LvTa
9%
1498
e

TVCA

OO0

ST
4598

[q54:%

6024

sozM

662N
8621

962

LlTL
9.TN

0 vLT1

€LTA

omEv
0veT
6£€D

LEES

111

id prote

Major caps

e Molecule 2

21%

61%

37%

Chain D4

i

L 2
3
=

{47\

6SS

oo}
0
=

LSI

Sy
0
=

08I

©
<+
=

S¥d

PO VGOPPOPPO G000

[
I+II .
[%

ool
]
£

9€L

ved
€ed

0 (493
1€S
oed
62y

+E

Lo 2 2 2 2B 2 4

¥6d
€61
z6d
164
061

o> o
3
=

9924

TSCA
0SCI

8¥ch

£0€Y

662N
86C1

i

9624
g6
$620

2620
62V
0620

88CI

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 31

0%eT
6EED

e Molecule 2

LEES
9€EA
geed

0 62€T

mn

id prote

Major caps

28%

60%

38%

Chain E4

2L

¢
¢
¢
¢
¢
¢
¢

8cd

921

<
N
=i

e & o o
~
&

N
N
—

12d

614
8Ty

©
-
£

ST

OOiOO

<>
Ill|II :
© 0 -~
(=g "

~
<

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

06TN

981
811
€810
281a
T8TL

8LTA

oz

9.L18

eLTYd

0LTM

S9TS

€9TL

TOTN
09TN

11

id prote

Major caps

e Molecule 2

29%

59%

39%

Chain F4

994

vou
€91

6GS
8SGA
LSI

vSA

0SKW

8¥A

COPP © & G000 oo

Eei740]
(47

8e)

9el
SeL
ved
€ed

0 TER

TES

0 oed
624
8¢
Led
9T1

7T

{4
T2d

614

0
—
4

<
-
m o

a2 2 2 2 2 4
©
1 g
e o 2 2B 2 2 4

N~ o
< o4

v6d
€671

ced
164

o
[}
=

~ 0
© ©
o =

Lo o o 2 B 2 2 2 Ao B 2 4

89D

S6TA
V6T

06TN

S8Td
811
€810
z81a
T8TL

8LTA

S

9.L1S
eLTYd

0LTM
6914

)
8GCA

LSTK
952h

TSCA
0821

8YCA
LvTa
9%TH
14098
Py

TYCA

LETA

SETT

e
CETA
Tecy

>

{444
|44

6120

8121
L1TH

PR R 2
88 NERR
g8 agak

i

STCH
454N

c1ey

6024

socM

cocd
1020
0024
66TA

0 86TI

L6TI
961N

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-38541, 8XOU

wwPDB EM Validation Summary Report

Page 32

TTED
Teel
0CZEN
6TEL

L1€T

STEY
v1ed

€7ed

Ao 4 4 2 4

TLTW

042N
692a

9924
S9ZN

v9Tx
€92)
[4°141%

e o & 2 4

L 2 2

0¥veT
6£€D

LEES
9EEN
seed

62€1
8¢eT

LTEW
92eT

4434

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



Page 33

wwPDB EM Validation Summary Report

EMD-38541, 8XOU

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided

Number of particles used 50921 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method NONE Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A2) 50 Depositor
Minimum defocus (nm) 1000 Depositor
Maximum defocus (nm) 2000 Depositor
Magnification Not provided

Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 0.826 Depositor
Minimum map value -0.434 Depositor
Average map value 0.003 Depositor
Map value standard deviation 0.097 Depositor
Recommended contour level 0.3 Depositor
Map size (A) 334.47424, 334.47424, 334.47424 wwPDB
Map dimensions 256, 256, 256 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.30654, 1.30654, 1.30654 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 B 0.23 0/3793 0.60 1/5131 (0.0%)
1 B1 0.23 0/3793 0.60 1/5131 (0.0%)
1 B2 0.23 0/3793 0.60 1/5131 (0.0%)
1 B3 0.23 0/3793 0.60 1/5131 (0.0%)
1 B4 0.23 0/3793 0.60 1/5131 (0.0%)
1 B5 0.23 0/3793 0.60 1/5131 (0.0%)
1 b 0.23 0/3793 0.60 1/5131 (0.0%)
1 bl 0.23 0/3793 0.60 1/5131 (0.0%)
1 b2 0.23 0/3793 0.60 1/5131 (0.0%)
1 b3 0.23 0/3793 0.60 1/5131 (0.0%)
1 b4 0.23 0/3793 0.60 1/5131 (0.0%)
1 b5 0.23 0/3793 0.60 1/5131 (0.0%)
2 A0 0.20 0/2687 0.59 0/3637
2 Al 0.20 0/2687 0.59 0/3637
2 A2 0.20 0/2687 0.59 0/3637
2 A3 0.20 0/2687 0.59 0/3637
2 A4 0.20 0/2687 0.59 0/3637
2 Co 0.20 0/2687 0.59 0/3637
2 C1 0.20 0/2687 0.59 0/3637
2 C2 0.20 0/2687 0.59 0/3637
2 C3 0.20 0/2687 0.59 0/3637
2 C4 0.20 0/2687 0.59 0/3637
2 DO 0.20 0/2687 0.59 0/3637
2 D1 0.20 0/2687 0.59 0/3637
2 D2 0.20 0/2687 0.59 0/3637
2 D3 0.20 0/2687 0.59 0/3637
2 D4 0.20 0/2687 0.59 0/3637
2 EO 0.20 0/2687 0.59 0/3637
2 E1 0.20 0/2687 0.59 0/3637
2 E2 0.20 0/2687 0.59 0/3637
2 E3 0.20 0/2687 0.59 0/3637
2 E4 0.20 0/2687 0.59 0/3637
2 FO 0.20 0/2687 0.59 0/3637
2 F1 0.20 0/2687 0.59 0/3637

grDe
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. Bond lengths Bond angles
Mol | Chain | pyia7 17 55 | RMSZ 4| Z| >5
2 F2 0.20 0/2687 0.59 0/3637
2 F3 0.20 0/2687 0.59 0/3637
2 F4 0.20 0/2687 0.59 0/3637
2 GO 0.20 0/2687 0.59 0/3637
2 Gl 0.20 0/2687 0.59 0/3637
2 G2 0.20 0/2687 0.59 0/3637
2 G3 0.20 0/2687 0.59 0/3637
2 G4 0.20 0/2687 0.59 0/3637
All All 0.21 | 0/126126 | 0.59 | 12/170682 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.
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There are no bond length outliers.

The worst 5 of 12 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
1 b4 375 | ARG | CB-CG-CD | 6.92 127.21 111.30
1 B 375 | ARG | CB-CG-CD | 6.91 127.18 111.30
1 b 375 | ARG | CB-CG-CD | 6.90 127.17 111.30
1 B3 375 | ARG | CB-CG-CD | 6.90 127.17 111.30
1 B4 375 | ARG | CB-CG-CD | 6.90 127.17 111.30

There are no chirality outliers.

5 of 78 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 B 321 | ALA | Peptide
1 B 364 | ALA | Peptide
1 B 374 | SER | Peptide
1 B 375 | ARG | Sidechain
1 b 321 | ALA | Peptide
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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 B 3711 0 3533 309 0
1 B1 3711 0 3533 312 0
1 B2 3711 0 3533 320 0
1 B3 3711 0 3533 302 0
1 B4 3711 0 3533 305 0
1 B5 3711 0 3533 304 0
1 b 3711 0 3533 298 0
1 bl 3711 0 3533 315 0
1 b2 3711 0 3533 309 0
1 b3 3711 0 3533 302 0
1 b4 3711 0 3533 309 0
1 b5 3711 0 3533 301 0
2 A0 2635 0 2601 229 0
2 Al 2635 0 2601 225 0
2 A2 2635 0 2601 227 0
2 A3 2635 0 2601 229 0
2 A4 2635 0 2601 229 0
2 C0 2635 0 2601 241 0
2 C1 2635 0 2601 225 0
2 C2 2635 0 2601 236 0
2 C3 2635 0 2601 225 0
2 C4 2635 0 2601 226 0
2 DO 2635 0 2601 238 0
2 D1 2635 0 2601 240 0
2 D2 2635 0 2601 238 0
2 D3 2635 0 2601 239 0
2 D4 2635 0 2601 232 0
2 EO 2635 0 2601 220 0
2 Bl 2635 0 2601 223 0
2 B2 2635 0 2601 229 0
2 E3 2635 0 2601 223 0
2 E4 2635 0 2601 223 0
2 FO 2635 0 2601 216 0
2 F1 2635 0 2601 216 0
2 EF2 2635 0 2601 220 0
2 F3 2635 0 2601 219 0
2 F4 2635 0 2601 214 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 GO 2635 0 2601 241 0
2 G1 2635 0 2601 234 0
2 G2 2635 0 2601 234 0
2 G3 2635 0 2601 237 0
2 G4 2635 0 2601 236 0
All All 123582 0 120426 9229 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 38.

The worst 5 of 9229 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:B:181:ASN:ND2 2:G1:99:GLN:O 1.62 1.32
2:A0:33:PRO:HG2 | 2:G0:92:ARG:HH21 1.07 1.15
2:A1:33:PRO:HG2 | 2:G1:92:ARG:HH21 1.07 1.15
1:b1:36:ARG:HD2 | 2:G0:295:ARG:HG2 1.28 1.15
1:B2:36:ARG:CB | 2:C0:104:PRO:HG3 1.75 1.15

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 B 472/533 (89%) 436 (92%) 33 (7%) 3 (1%) 21 59
1 B1 472/533 (89%) 436 (92%) 33 (7%) 3 (1%) 21 59
1 B2 472/533 (89%) 437 (93%) 32 (%) 3 (1%) 21 59
1 B3 472/533 (89%) 436 (92%) 33 (T%) 3 (1%) 21 59
1 B4 472/533 (89%) 437 (93%) 32 (7%) 3 (1%) 21 59

Continued on next page...


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_backbone

Page 39 wwPDB EM Validation Summary Report EMD-38541, 8XOU

Continued from previous page...

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
1 B5 472/533 (89%) 437 (93%) 32 (7%) 3 (1%) 21 59
1 b 472/533 (89%) 436 (92%) 33 (7%) 3 (1%) 21 59
1 bl 472/533 (89%) 436 (92%) 33 (7%) 3 (1%) 21 59
1 b2 472/533 (89%) 436 (92%) 33 (7%) 3 (1%) 21 59
1 b3 472/533 (89%) 437 (93%) 32 (7%) 3 (1%) 21 59
1 b4 472/533 (89%) 436 (92%) 33 (7%) 3 (1%) 21 59
1 b5 472/533 (89%) 437 (93%) 32 (7%) 3 (1%) 21 59
2 A0 333/341 (98%) 288 (86%) | 45 (14%) 0
2 Al 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 A2 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 A3 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 A4 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 C0 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 C1 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 C2 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 C3 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 C4 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 DO 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 D1 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 D2 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 D3 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 D4 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 E0 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 El 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 E2 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 E3 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 E4 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 FO 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 F1 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 F2 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 F3 333/341 (98%) 288 (86%) | 45 (14%) 0

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
2 F4 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 GO 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 G1 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 | a2 333/341 (98%) | 288 (86%) | 45 (14%) 0 100 | 100]
2 G3 333/341 (98%) 288 (86%) | 45 (14%) 0 |
2 G4 333/341 (98%) 288 (86%) | 45 (14%) 0 |
All | ALl | 15654/16626 (94%) | 13877 (89%) | 1741 (11%) | 36 (0%)

5 of 36 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 322 PRO
1 b 322 PRO
1 B1 322 PRO
1 bl 322 PRO
1 B2 322 PRO

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 B 373/428 (87%) 373 (100%) 0 |
1 Bl 373/428 (87%) | 373 (100%) 0 100 ] [100]
1 B2 373/428 (87%) 373 (100%) 0 |
1 B3 373/428 (87%) | 373 (100%) 0 100 ] [ 100]
1 | B4 373/428 (87%) | 373 (100%) 0 100 ] [ 100}
1 B5 373/428 (87%) 373 (100%) 0 |
1 b 373/428 (87%) | 373 (100%) 0 100 ] [100]
1 bl 373/428 (87%) 373 (100%) 0 |
1 b2 373/428 (87%) | 373 (100%) 0 100 ] [100]
1 b3 373/428 (87%) 373 (100%) 0

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 bd 373/428 (87%) | 373 (100%) 0 100 [100]
1 b5 373/428 (87%) 373 (100%) 0 |
2 | A0 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | a1 284/200 (98%) | 284 (100%) 0 100 ] [ 100}
2 | A2 284/290 (98%) | 284 (100%) 0 100 [ 100]
2 | A3 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | A4 284/200 (98%) | 284 (100%) 0 100 ] | 100}
2 | o 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | 284/200 (98%) | 284 (100%) 0 100 ] 100}
2 | 2 284/290 (98%) | 284 (100%) 0 100 ] | 100]
2 | 3 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | 4 284/200 (98%) | 284 (100%) 0 100 ] 100}
2 | Do 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | D1 284/200 (98%) | 284 (100%) 0 100 [ 100}
2 | D2 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | D3 284/200 (98%) | 284 (100%) 0 100 [ 100}
2 | D4 284/290 (98%) | 284 (100%) 0 100 ] [ 100}
2 | Eo 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | E1 984/200 (98%) | 284 (100%) 0 100 ] [ 100}
2 | E2 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | E3 284/200 (98%) | 284 (100%) 0 100 [ 100}
2 | E4 284/290 (98%) | 284 (100%) 0 100 ] [ 100}
2 FO 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | F1 284/200 (98%) | 284 (100%) 0 100 ] 100}
2 F2 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | F3 284/200 (98%) | 284 (100%) 0 100 100}
2 | F4 284/290 (98%) | 284 (100%) 0 100 ] [ 100]
2 | qo 284/200 (98%) | 284 (100%) 0 100 100}
2 | a1 284/290 (98%) | 284 (100%) 0 100 ] 100}
2 | @2 284/290 (98%) | 284 (100%) 0 100 ] [100]
2 | a3 284/200 (98%) | 284 (100%) 0

Continued on next page...
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
2 G4 284/290 (98%) 284 (100%) 0
All All 12996 /13836 (94%) | 12996 (100%) 0

There are no protein residues with a non-rotameric sidechain to report.

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 352
such sidechains are listed below:

Mol | Chain | Res | Type
2 E2 161 ASN
2 E3 115 ASN
2 F2 87 GLN
2 G3 256 GLN
2 F3 339 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

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.
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-38541. 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
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 128 Y Index: 128 Z Index: 128

6.2.2 Raw map

X Index: 128 Y Index: 128 Z Index: 128

The images above show central slices of the map in three orthogonal directions.
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 169 Y Index: 106 Z Index: 145

6.3.2 Raw map

X Index: 170 Y Index: 106 Z Index: 146

The images above show the largest variance slices of the map in three orthogonal directions.
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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 0.3.
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
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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 4 — Voxel count

Recommended contour
level 0.3

Voxel count (logl0)

T T T
—=0.4 -0.2 0.0 0.2 0.4 0.6 0.8
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.
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7.2  Volume estimate (i)

Volume estimate
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The volume at the recommended contour level is 1132 nm?; this corresponds to an approximate
mass of 1022 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
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*Reported resolution corresponds to spatial frequency of 0.179 A1
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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

—— Author-provided FSC

Unmasked-calculated
FSC

-= 0143

== 05

— = Half-bit
Reported resolution
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Correlation
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Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.179 A-?
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8.2 Resolution estimates (i)

Resolution estimate (A)

Estimation criterion (FSC cut-off)

0.143 | 0.5 Half-bit
Reported by author 5.58 - -
Author-provided FSC curve | 5.58 | 7.03 5.97
Unmasked-calculated™ 7.32 | 8.95 7.58

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps. The
value from deposited half-maps intersecting FSC 0.143 CUT-OFF 7.32 differs from the reported

value 5.58 by more than 10 %
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-38541 and PDB
model 8XOU. Per-residue inclusion information can be found in section 3 on page 8.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.3 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.
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9.2 Q-score mapped to coordinate model (i)

1.0

0.0
M <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 (0.3).
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9.4 Atom inclusion (i)

Atom inclusion
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At the recommended contour level, 71% of all backbone atoms, 54% of all non-hydrogen atoms,
are inside the map.
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.3) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.5380 . 0.1520
A0  0.6420 I (0.1570
Al B 0.6540 . 0.1590
A2 m 0.6370 . (0.1580
A3  0.6200 I 0.1610
A4 B 0.6210 N 0.1620
B s 0.4050 . 0.1410
B1 . (0.3830 . 0.1190
B2 . 0.3820 . 0.1130
B3 . 0.4190 . 0.1380
B4 m 0.4550 . (0.1500
B5 . 0.4560 . (0.1590
Co B 0.6160 I (0.1700
C1 B 0.6260 . 0.1640
C2 B 0.6150 I 0.1630
C3 B 0.5800 . 0.1630
C4  0.5930 . 0.1660
DO  0.5910 I 0.1480
D1 B 0.5910 I (0.1450
D2 B 0.5940 I (.1460
D3 B 0.5910 . 0.1440
D4 B 0.6070 . 0.1510
EO B 0.5600 . 0.1600
E1 m 0.5920 . (0.1530
E2 m 0.5770 . (0.1540
E3 B 0.5850 I (0.1570
E4 B 0.5730 I (0.1640
FO B 0.6140 I (0.1580
F1 B 0.6250 . 0.1580
F2 B 0.5970 . 0.1560
F3  0.6040 . 0.1600
F4 m 0.5750 . (0.1590
GO B 0.6360 I 0.1810
G1 e 0.6440 . (0.1840
G2 B 0.6160 I 0.1880
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Chain Atom inclusion Q-score
G3  0.5990 . 0.1830
G4 B 0.5990 I 0.1830

b . 0.3950 . 0.1240
bl . 0.3760 I (0.1100
b2 - 0.3900 . (0.1200
b3 B 0.4310 I (0.1450
b4 m 0.4610 . 0.1590
b5 I 0.4360 . 0.1490
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