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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 /EMValidationReportHelp
with specific help available everywhere you see the (i) 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.dev43

MolProbity : 4.02b-467

Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : 1.9.9
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.31.3
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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 unknown.

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 - 52
Ramachandran outliers IS I D 0.1%
Sidechain outliers I | D (1%

Worse

Better

I Percentile relative to all structures

[I Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

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
100%
L
1 B 1035 30% 69%
95%
I
2 1008 26% 73%
96%
I
3 D 417 27% 71%
84%
I
3 P 417 25% 73%
89%
T
4 K 641 28% 71%
91%
I
4 L 641 32% 68%
92%
I
4 M 641 32% 67%
91%
e
5 O 1284 26% 73%

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

Mol | Chain | Length Quality of chain
92%
Y
6 X 365 25% 74%
94%
L
6 Y 365 30% 69%
92%
e
6 7 365 27% 72%
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 56150 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 Inner capsid protein lambda-1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 B 1035 8171 5222 1380 1519 50 0 0
e Molecule 2 is a protein called Inner capsid protein lambda-1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 C 1008 7958 5091 1342 1475 50 0 0

There are 8 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
C ? - VAL deletion | UNP Q9WAB2
C ? - SER deletion | UNP Q9WAB2
C ? - GLU deletion | UNP Q9WAB2
C ? - SER deletion | UNP Q9WAB2
C ? - THR deletion | UNP Q9WAB2
C ? - THR deletion | UNP Q9WAB2
C ? - GLN deletion | UNP Q9WAB2
C ? - THR deletion | UNP Q9WAB2

e Molecule 3 is a protein called Inner capsid protein sigma-2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 D 417 3313 2092 600 604 17 0 0
Total C N O S
3 P 417 3313 2092 600 604 17 0 0

e Molecule 4 is a protein called Outer capsid protein mu-1.



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S

4 K 641 4871 3091 &07 954 19 0 0
Total C N O S

4 L 641 4871 3091 &07 954 19 0 0
Total C N O S

4 M 641 4871 3091 &07 954 19 0 0

There are 81 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
K ? - PRO deletion UNP P11077
K ? - GLU deletion UNP P11077
K ? - THR deletion UNP P11077
K ? - ALA deletion UNP P11077
K ? - ILE deletion UNP P11077
K ? - ILE deletion UNP P11077
K ? - ASN deletion UNP P11077
K ? - THR deletion UNP P11077
K ? - ASP deletion UNP P11077
K ? - ASN deletion UNP P11077
K ? - SER deletion UNP P11077
K ? - SER deletion UNP P11077
K ? - GLY deletion UNP P11077
K ? - ALA deletion UNP P11077
K ? - VAL deletion UNP P11077
K ? - PRO deletion UNP P11077
K ? - SER deletion UNP P11077
K ? - GLU deletion UNP P11077
K ? - SER deletion UNP P11077
K ? - ALA deletion UNP P11077
K ? - LEU deletion UNP P11077
K ? - VAL deletion UNP P11077
K ? - PRO deletion UNP P11077
K ? - TYR deletion UNP P11077
K ? - ASN deletion UNP P11077
K 344 LEU PRO conflict UNP P11077
K 359 PHE LEU conflict UNP P11077
L ? - PRO deletion UNP P11077
L ? - GLU deletion UNP P11077
L ? - THR deletion UNP P11077
L ? - ALA deletion UNP P11077
L ? - ILE deletion UNP P11077
L ? - ILE deletion UNP P11077

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

Chain | Residue | Modelled | Actual | Comment | Reference
L ? - ASN deletion UNP P11077
L ? - THR deletion UNP P11077
L ? - ASP deletion UNP P11077
L ? - ASN deletion UNP P11077
L ? - SER deletion UNP P11077
L ? - SER deletion UNP P11077
L ? - GLY deletion UNP P11077
L ? - ALA deletion UNP P11077
L ? - VAL deletion UNP P11077
L ? - PRO deletion UNP P11077
L ? - SER deletion UNP P11077
L ? - GLU deletion UNP P11077
L ? - SER deletion UNP P11077
L ? - ALA deletion UNP P11077
L ? - LEU deletion UNP P11077
L ? - VAL deletion UNP P11077
L ? - PRO deletion UNP P11077
L ? - TYR deletion UNP P11077
L ? - ASN deletion UNP P11077
L 344 LEU PRO conflict UNP P11077
L 359 PHE LEU conflict UNP P11077
M ? - PRO deletion UNP P11077
M ? - GLU deletion UNP P11077
M ? - THR deletion UNP P11077
M ? - ALA deletion UNP P11077
M ? - ILE deletion UNP P11077
M ? - ILE deletion UNP P11077
M ? - ASN deletion UNP P11077
M ? - THR deletion UNP P11077
M ? - ASP deletion UNP P11077
M ? - ASN deletion UNP P11077
M ? - SER deletion UNP P11077
M ? - SER deletion UNP P11077
M ? - GLY deletion UNP P11077
M ? - ALA deletion UNP P11077
M ? - VAL deletion UNP P11077
M ? - PRO deletion UNP P11077
M ? - SER deletion UNP P11077
M ? - GLU deletion UNP P11077
M ? - SER deletion UNP P11077
M ? - ALA deletion UNP P11077
M ? - LEU deletion UNP P11077

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

Chain | Residue | Modelled | Actual | Comment | Reference
M ? - VAL deletion UNP P11077
M ? - PRO deletion UNP P11077
M ? - TYR deletion UNP P11077
M ? - ASN deletion UNP P11077
M 344 LEU PRO conflict UNP P11077
M 359 PHE LEU conflict UNP P11077

e Molecule 5 is a protein called Outer capsid protein lambda-2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o 0 1284 10127 6468 1700 1917 42 0 0
There are 4 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
O ? - SER deletion UNP P11079
@) ? - ALA deletion UNP P11079
O ? - SER deletion UNP P11079
O ? - GLY deletion UNP P11079
e Molecule 6 is a protein called Outer capsid protein sigma-3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 X 365 2885 1818 508 531 28 0 0
Total C N O S
6 Y 365 2885 1818 508 531 28 0 0
Total C N O S
6 Z 365 2885 1818 508 531 28 0 0

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
X 104 CYS ALA conflict UNP P07939
X 325 ASN ASP conflict UNP P07939
Y 104 CYS ALA conflict UNP P07939
Y 325 ASN ASP conflict UNP P07939
Z 104 CYS ALA conflict UNP P07939
Z 325 ASN ASP conflict UNP P07939
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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: Inner capsid protein lambda-1

100%
. I
Chain B: 30% 69% .

OO0 PP PP PP PP PP P00 0000000999090 990990990990990999999%999%9%99%9%9%9%9%990%9 90

COOPPPPPPPPPPP P00 P99 PP PP 0P099090909090909090909909990990999%9%9%99%%%%9%%%9%9909 90

v © N~ o — 4 10 © N~ 0 O — 0 O O o o © (=3 ® o) I =]
§ 9 9 9 [re) O O W W W ~ ~ N~ © o) o2} 22} D D O
A NN N N NN o a NN N N Il N N N NN M
< o 4d 4 [=} M A > B = A =] [= g =T= e | [ % >~ o 2% A E o< <

N M ¢ W O ® O — N M L ® [re) ~ — © N~ 0 O O o o ) N o O = N M ¢ 1 O N~ o o
o O o O O o = - o o o o N N ™ < s < 0 W w0 ©
m M M M m M M M M M o0 0 [l ™ ™ Il s} M M M M 0 m M o | M M m M MM n 00 M o
0w o~ H > o EmEan = > wn - < a = X O A A= [ ] n ~ o 2 A d = km = [ -~

COOPPPPP PP PP PP 0000090099909 0909090909090990990990990990999999%999%9%9%9%9%9%9%9%9% 90

[N S © N O OO H Nm w0 © N~ © o n o 0 D O = N M D O - AN M F W O~ W -~ M W O N~ 0 0 O
R R R R R R R I R R R 5333 FITSTSTT IFFIFIITITISTYY
= 4 M| > ad A= d > A= == P |2V = U o< =2 A& 0 < | X = > nn H = > A = H A= > n X HDO

OO PPP PP P00 PP P00 0000900909000 90909090090999090909099299%9%99%9%%9%9%9%%9%%2%9%99%990

N o © I~ N M © N~ 0 O O o L © N O O O [ IS N O ® O o o < 0 © 0 o = N M ¢ 1 o o o
a4 g o a o q 0o o o0 ® o 0 < [ToRTo} L 1 o © © © © © ~ N ©
+ & < & & < & 4 & & & & & 4 & & & F & & < < & & & & S < & & < 4 & & & & <
(ST O > m S @ m < o= = = n Mm\m=E > Q> L B w0 H B > n H @ @ = o= [ m = =2 H =2 /& H om

COOPPP P00 PP PP P90 90090P90P 0000090090999 90909090909099099999999%99%9%99%%%9%%9%9%9990

= N M ¢ N O O O o N M - N M % w M~ O O - MY WL O~ 0090 d AN F W ~ D O = N M © N~
© 0 0 © O 3 DD DD o O o o o =3 o = = o N N N N M M [} o oM
& 9 9 & & 4 9 9 & & ¥ A O O W W W W W WY W L W WLWLWLW LW LW W LW W LW W W 0 (Yo BT BTe BT JTe JTe) [T I
=< A B M| < o O > > B > H I 2 < KA O H®WOHAHM®RHS = H = < B > H O o - o

COPPP PP PP PP PP P00 P00 0009909099099 9990990990990990990999999%999%9%9%9%9%9%9%99%9990

09 22 L o~ L IeTLe Y 28 3 g8
s 2 0 0 0 0 0 D O 3
8 B B B 8B 0 r) 5 Hh b s 3RS BB R 323 232 e}
% H oH = B =} Y n n H 4 X oA & =0 n n ok - < 4 =

- N M g v O N~ o o

< o o
O W0 W W W W W T 2 2 ©
> A dom - n o H 2] o >

COOPPPPPP P00 PP P90 P90 PP 990900909090990990990990999%%90%9%%%0%9%%9%92%90990

N o W o
a4 d N NN
© © © ©V ©
n A | = A

- a0 L 29 N L9 =] N2328z9Q < 0w © N~ 2 M ¥ W O N O OO0 H N MmO N 28
© © © © © 0 © ©0 © © © © © VW © © vV © © © © © © O © © © © © © © © © © © ¥ Y © © ©
=2 o = > H QA wn > X A 12 =2 A B N H A - A A 2] O = A P X <k 2B A< =2 =2 = > 2T 5]

OO PPPPPP PP PP P00 0 0900000000900 90909090909090909909909999999%9%9%9%9%9%%9%%%9%99%9 90

N O OO o AN M ~ o O o N ™M ¢ W N~ O o N M T WO~ ®NO HNMTE W ON DD
© © O N~ N~ N ® 0 ® © ® © ® S o O o = o A o od A oH A
© © © © ©V OV Q © © © © © © © © ©Q © E~ENSENENENRKERNNENNSNNSNSSNSS NS
o H > B OC®n & < m B oAE B = A (S A H A OoO=E<HEHHHSZ®ER?> =0 =0 0o H

COCCCCC0000000000000000000000000000000000000000000000000600000
(2] - o O N~ [} — N M ooo:oﬂ M < W N~ 0 O = N M < W o
g8 £ FEEIEE EESSSEESMES@MESEEES g

N778
Q779

WO RLDWIDE

er

PROTEIN DATA BANK


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

EMD-22166, 6Z17Z

wwPDB EM Validation Summary Report

Page 9

8€8T
L€8Y
9€8A
SE8A

E€EBA
zesh
Te84d
0g8d
62¢8d
8284
Lz8d
9281
ST8W

[44:38

6181

918d
S18Y

OO PPPP PP PP P00 P090P00 0900009090900 9090909090909090990990999999999%9%99%9%9%99%9%9%9%99%9 90

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
0 0T8&
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

668A
868N
1681
968A
G681

268d

D O
oo}
©
o

€181

TL8A
0481
6981
898N
1981

OOV PP P00 P00 9000900009009 90909090909090990990990990999995999%999%99%99%9%99%9%99%9%9990

© ~ o
— -
o o o
— =
Ao =

<
-
o
-
=

o
—
=
—
[

7861
€861
T86NH
1860

61671

Ll64
9.6V

v.Ll6)
E€L6N
(X

0L6N
696/
896M

996V
$§964
7961
€96V

OO PPPP PP PP PP PP P00 0000000009009 9090909909909909909909299999%99%999%9%99%9%9%9%9990

00000000000000000000000OOOQOQiQO0000000000000000000000000000

T96L

080Ta

8L0TD
L,0T4
9.0TI
SLOTH
vL0TA

690TY
8901d

990TA
S9071

290Td

0907V

850Td

9G0TM

¥SO0TH
€S0T.L
CS0TS
1S0Td
0S0TA
670TY
8%01D
LY0TI
9%0TI
SY0TI
w901
€V0TD
[4aZIx s
TY0TY
0%0TI
6€0TD
8€0T4d
LE0TT
9E0TN
SEOTA
veotd
€E0TH
CEOTN
TEOTA
0E0TA
62074

L2071
920TT

¥2oTA
€20TD
2eota

002TI

-3
[}
-
—
=

86TTA

06TTI
6811Q
88TTH
1811Q
98TTS
S8TTS
¥8TTI

Z8TTA
T8TTH
08174
6LT1d
8LITA
LLTTS
9L11d
SLTTI
vL118
E€LTTL
CL1Td
TLTTL
OLTTI
69173
8911
L9TT1
99TTM
SOTTV

€9TTL
2oTT1
TOTIN
09TTM
6STTY
8GTIN

9GTTA

144999
EVITY
[a4a %)
TPTIH

COOPPPPPPPP PP PP PPPP PP P00 909090909090990990999909990999%9%9%9%9%9%%9%%99%9 90

09CTA
69CTYd

9STTA
GSCIN
YSCTA
€5CT1
z¢seta
TSCTA
082TA
[izaxc

L¥T11
9%ZTh

8¢C1d
praAny

veera

¢
¢
4
4
¢
¢
¢
¢
¢
¢
¢
¢
4
¢
¢
4
4
¢
4
4
4
¢
4
4
¢
¢
4
¢
¢
¢
0 oezta
4
¢
¢
4
4
¢
4
4
¢
¢
¢
¢
¢
¢
4
¢
¢
¢
4
¢
¢
¢
¢
4
¢
¢
4
¢
¢

e e e A A

S.2Td
VLTTA
€LTTD
CTLTTN

€921
29CTA
1921V

73%

95%

26%

e Molecule 2: Inner capsid protein lambda-1

Chain C:

0 o O
~ K ®
N N N
(==

©
~
N
=

k]

cLTh
TLeI
0Lzd
69CA
89¢C1
L9eH

OO PPPPPPP PP P00 0000000900990 0909090990999 9909909909909290929%99%9%9%9%99%99% 29990

9928
79Tl
€920
29T1
192D
092V

OOV P90 PP PP P00 0000900090909 90909099090990909909999999%99%9%9%%%%9%%9%9%9%9 90
2
&

LSEN

M < w0
O o o
[ I ]
= ko,

2GeT

©© N 0O O O
& & & & W
M Mm M- 0n M
U =

Sves

EveL

0%eEN
6€ET
8€€T
LEED
9eey

Rl B TS
[ I I )
M M M M
=2 H m 4a

=
N
0
=]

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

13570

o
3
I:

80%d
LOVA
90¥H
SO¥I

s
o
<
0

€0%A
covM
TO%Yd
00%d
66V
86€d

<
[}
M
s}

£6€S

T6€1
06EN

o o 0 ©
© 0 ©
| M M o
(== [

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-22166, 6Z17Z

wwPDB EM Validation Summary Report

Page 10

~
)
N
>

96¥%d

< w
D O
<
= 0

26¥L
T67A

88¥h
L8%Y
98%0
ety
P8yl
€8%1

44
T87M

08%d
6.1

8.L¥d
LLYL
9.¥%d
SLPN
YLvI
ELVN
CTLYVN
TL%4
0L%Y
6971
89%4

0 ©
© ©
& &
==

yove

(44
TOvI

09¥%S
6S¥A

8G¥L
LS
9GHY

€5¥L

COPPPPPPP 900090000090 PP P99 9909090909099090990999909999999%9%99%9%9%9%9%9%990

TSP4
0S¥A
677a
8¥¥A
LYTM
ovva
SvvS

COOPPPPPPPPPOPP P0G 00 V0 VPPNV PPC O 2909909990 2909990999290

D
™
0
=1

2€50
9€ST
SGESA
v€Sd
€esb
CESI

0281
61SI
815b
L1SS
9181

COPPPPP PP PP PP PP P09 09090P0 0099090909990 990990990990999959999%999%9%99%9%99%9%9%90990

v1sY
€153
(4514
TTISN

01SS
60SI

8094
LOSK
90Sd
SOSH
7091
€0SY
COSN
TOSA
00Ss

[l
0
re)
A

2894
7891
0894
6.5D
85T
LLST
9.SS
S.88

N
~
0
<

COOPPPPPPPPPP P90 0009000090009 09090900909099099999099099099%99%9%99%9%9%9%%%9099%990

1890

$89d
v89M
€891
C89H
189d
0891

oo 2 2 2 2 2B 4

8.L94
LLOY
9.L9S
SL9Y
V.94

o oo
3
=

woa
0%9L
6€9L

o
™
©
=}

Ly.Ld

9v.L0
S¥.LH

vv.La
€VLI
evLd
7L
0%LT

8ELA
LELH
9€.Ld

YeLL
€€Ld
TELT
TELN
0ELY
6CLS

Oi a2 2 2 2 4

> <&
&
S

<
I
I
~
©

TCLA

COOPPPPPPPP P00 PP PP PP P09 0090990999099 9999999909%99%99%9%9%9%9%9%9%9%9%90%9%90%909 90

B6TLI
8T.LD

9T.d
STLN

¥1Ld
€TLM
CTLK

¢
¢
“
o=l
¢
¢
¢
¢

<>

L 4

LR 2 4 2 2 4 A 2 4 A e e s sl o o

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

- N M
© VW © ©
0 0 W
< 3 0 4

@
0
©
o

0 N
0 0
0 00
|2

L¥8A
98I
S¥8L
¥¥8d
€¥8A

cv8y
Tv8d
0v8Y
6€80
8€8T
LE8Y

0 o
COOPPPPPPP PP P00 P00 P00 P90 0090990909099 990909990999992959999%999%99%99%9%99%9%9%9%99 90

26D

|
[N
o O
H B

(4401

6160

L16N
9168
ST164
¥16A
€164

206V
TO6A
006M
668A
868N
1681
968A
S68T

N
[
©
2%

—
[
©
>

1881
9881
S88V
788A
€881
2881
788V
0884

[
~
©
[=}

9.8V

€L8A

COOPPPPPPPPP PP P09 PP P00 0990990909909 909099099990999099%99%9%9%9%%2%9%%%0%9%9 90

TL8A
0481
6981
898N

1861
986d
S86d

<
(=3
3
)

£86'1
2861

¢

¢

¢

¢
o
086S ‘
¢
¢
¢
¢
¢
¢

66T
8160

<+
~
[}
4

E€L6W
TL6S

>

6961
896M

S964

T96L

8G6S

9661
568
€96d
TS6I
TS6M
056a
6761
8764
Ly6d
976a

[473)
T¥6L

6€6S

COPPPPPPPPPPPPG & VPPV PPOG 0909090900990 %90%9%90

Le6b
9€6Y
SE6A
€61
6L
CTEBA
TE61
0€6L
6260
8¢6A

LY0TI
9%0TI
SY0TI
vv01a
€¥01D
cvoTy
15494
0%0TI
6€0TD
8€0Td
LEOTT

620Td

92011
STOTh
YCOTA
€20TD
zeota

020TI

8T0TS
L10TD
9T0Td
STOTW

CT0TI
TT0TA
OTOTN
600Td
800T.L
L0014
90019

SO0TN
700TA

€00TH
200Th

TOOTA
000TD
6661
866V
16671

7661
£664

T66d

686S

260Td

880TN
80T

S80Td
78018

280TY

—
©
o
—
o

080Ta
6.L0TY

LL0T4
9L0TI
SLOTH
v.L0TA

TLOTL

o o
© K~
S o
]
~® A

L9074
990TA
99071

¥901a
€90Td

290Td

090TV
65071
8G0Td
L80T8
9G0TM

OOV PP PP PP PP PP PP P09 P00 90909090909090909099099099999999%99%99%9%9%9%%9%9%9%9%9%99%990

€G0TL
2S0TS
15010
0S0TA
670TY
8701D

COOPPPPPPPPPPPPPP G0 & V9090999909999 9099990999990990929999%99%9%9%9%990

L9711
99TTM
SOTTV
voT1S
€9TTL
29TT1
TOTIN
09TTM
B6STTV
8STIN
LSTTY
9STTA
SSTTh
7ST1Yd
€STTd

TSTTA
OSTTA
6VTTH
8Y1T1
LYTTH
9PTTA
SY11d
YPTITA
EVITY
(44995
TYTIH
ovT1a
6ETTI
8ETTYH
LETTI
9€TTY
GETTT

CETTL
TETTH
0€TTI
6CTTM
8CTTIV

9¢TTd
SZTT
i74a1]
€CTIN
[44%]
TCTTX
0zT1Y
6TTTL
8TTIN
LITTH
9TTTD
STTTM
PITT1

(43591
TIT1d
07714
60TTI
80TTM

STTTA

<
I\l
N
—
a

L121d

V1218
E€TCIN
[ATANN
11210
01CTd
60CT1

9021a
SOTIN
Y0CTA
€0213a

002TI
66TTI
86TTA
L6TTD
96TTA
S6TTY

067TI
68110
88TTH
1811Q
98118
S8TTS
Y8111
€8T1d
Z8TTA
T8TTH
08TTd
6.11d
8LTTA
LLITS
9.11d
SLTTI

E€LTTL
TL1Td
TLITL
0L7TI
69714
89113

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-22166, 6Z17Z

wwPDB EM Validation Summary Report

Page 11

—
©
<

1081 T9EV
o oo o1 b P S

374) TV

8L11 oveh % 8ged S ¢ oo

¢ ocud 16€T L1%1 T

1628

TV ¢ su 9ged ¢ s

‘ Legd eI ’ LITT

9GS

0
T}
7]

—
)
o

o
<
2

o0
as
-

e o d s o

by ©
o o
N N
5] (=}

[
<
%

e o o 0 0 g o 4 & 4 oo

651D ozzd Sa 85
— b S -
Lled 6€1 66d
€9z1d
— SES 8ST1 9121 9Lz8 . Jos
I YSIN 9121 §lcl oea oo
€€ €ST1 <o
zST1 €12l €L2H *
X 1911 [4za7¢ (22218 co
85ZTL rra
= 0€T 064 I 112Y
¢ e ~ 0221 I
952TA 621 681 69TV otey = -
8924
YSTIA s 189 LyTT 802L Csea o

9%Td 202D
STTD
14498

EVTA

8CH
LTS
92s
Se1

S84
¥8H

96%

98M
S84
78H
€8N

84%

L 2 2 2 R £ 2 2 2 2 2 oo o d o 2 2 a2 e 2 2 2 e e e e a2 a2 a2 a2 a2 22 2 2 & & o
8
5

i

<
8
OO PPPPPPP 00 9000000000909 PP 0P090909090909099090909099099999%99%99%9%9%9%9%929
N
&

€ea
zeN

PAZANY
9%ZTh
S¥CTI
i4z41]

0 1024

>

218 5
GO GO0 P GO0 POS G600 GO0

[}
™
-
[
—
N
=

COOPPPPP PP PP PP P00 P90 PP 00 0090009009099 9090909099099099099099%99%99%9%99%9%99%9099% 29090

o
[
A

0 86TS

0 O O W N M
o &4 8 o a
= > A H =2 QA

o
—
=

:
XS
e Molecule 3: Inner capsid protein sigma-2
~
=

[}
&
El
000OOOOQQOOOOiOO00000000000000000000000000000000 OO OPOOOOOOS
COPPP PP PP PP P00 PP PP P99 0990009909099 90909099990999999999%9%99%9%9%9%9%9%9%99 90
< v

S610

g
OO PPPPPP PP PP P00 P90 P90 P00 0000000909909 9090990990990990999099%992%9%9%9%%9%99%9099% 290

COOPPPPPPPPPPPP0PP P90 P990P0 9909099099090 909090990990999999999%9%9%9%2%%9% 90
73%
COO GOPPPPP VPPV PPPPVPP0P99909909099099999999%9%99%9%99%9%9%990
<
. 2

e Molecule 3: Inner capsid protein sigma-2

9 ’ 611 ¥9¢s 911 9.1

65210 X ¢ sou £92T — . SLL

< I

N ¢ ceel & a7 €L8

l ¢ e Vet 1Bt o TIA ¢ w1

9£TTL o ¢ osur osea oLea oTL ¢

M L el cota Pt 60EA 69€Y o oo

I il ¢ sswv EiZa Dl oa ¢ oss

EETIN .. o Aab) ¢ 814 Lvey 4984 .. 21 1 &

¢ ek () el | 9era ¢ osuL 9v2a ocH 99€0 W od ¢ L0

¢ e — sy 991 STTA ¢ sem o 59gb — ¢ oo

osera | = oW oY vTIA ¢ ¢ v P9EL = ¢
< <

¢ o = Y €98 €21y ¢ So £9gb = e ¢ o

¢ seend O Le e | e 28Tk ¢ o e9ed O ey £9s

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-22166, 6Z17Z

wwPDB EM Validation Summary Report

Page 12

o 2 4 2B 2 2 4

e s o o B 2 o2 o2 o o R o B £ 4 4 4 2 4 2 o 4
&
g

©
)
—
o

COOPPPP PP PPPPPPPPPPPG V0PV PPPG 9009090 o0 0

COPPPPPPPPPPPPPP VPO VPP PVPPP90P9909909090 2909999999909

OiOOOQQOQOQOOOQOQQ

coed
T0ET
00€d

- o <+ v O I~ o3
D O D D DD =
(SIS} N NN N
= B O a0 wn 0

682CS

88CS
18T7T1

98¢1
S8CT

- N M
© W ©
N NN
= A =

6.LTM

Lled
9.8
i=VkAR
v.cd
E€LTH
cLeh
TL24
04271
6928

892y
192N

992H

e
©
N
o

o
©
N
o

29€ed
T9EY
09€T

85€d

L 4

LGET
9geb
SGEN

cved

e o o o o o BB 2 4 B C 4 e sl 2 g

60EA

LOEN

90€N
S0€a
70€T
€0€T

(4078

i
=
=

k=
O

-
o
—
(o

=

R
[oN
<
o
—~
<)
+—
=

@)

A.m

=
=
]

=
=
[ ]

89%

W

71%

28%

Chain K:

Led

0La

898

191
99N

S94
o4

{4224

TSI

671
8YM
L¥d

S¥D

COOPPP & S0P 00 V909000 G00C > oo
> 4
2
=

%

9€T

i

el
€es
ced

ogy
62l
8¢s
Lzs

Lo 2 2 2 2 4

<>
q‘IIII
S
<<

e s s s o o i 4 2 2 4 4 & 4

e a s s s a2 22 2 4
©
E

e s o 2 B 2 2 2 2 2 & 2 & 2 4
3
=

0w ©
o N
- o
- A

e€eTd

[aqx:s
TCIN

0zTd
6174
8TTT
L1TY
OTTH
ST1d

€T
(4%

fa s 2o o 2 2 2 2 2 2

L1e
9T2A
STCA
vies
€12h
CITH
T12d

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

o o 4 2 & 2 4

>

e 2 0 4 4 A e A s el o4

8€€d
LgET
9EEN
geed
veeT

—
™
™
<

o2
N
Ls2)
[=]

Yeed

N
-
™
=

€6CA
2621

682V
88zh

~
©
N
|5}

98C1
¥8ex
€82S
28Ty
18¢d

6,271

COOPPPOOOOOOOS

<>

COPPPPPPPPPP0PPPPPPPPPPPPPPPP0P09000900%0%%0%9090

86EN
L6€N
96€D
S6EN
v6ed
£6€d
T6EM

68€d
88€N

COPPPPP® V000000000

S8EN

<
ool
o
o

€8€D

0 281
¢ resa ]

08€T1
6LEA
8.Led
Lred
9LEN
Sled

€LET

TLEA
0.Le7T
69€EN
89EA
L9EN
99¢€Y
S9€L
79€D
€9€D
29gY
T9€1
09€EN
65ed
8GEH
LSEM
9GEN
SGEL
v3ed
€GEL
¢SEN
TSed

6vEN
8ved
L¥ET
9ved
sved
vveT

o o -
o $
| N 0
X B =

e s o 2 2 2 & 2 2 2 4 A e e e e e s a2 o

8SYN

957D
isice
¥Svd
€5va
(4128
TSPN
0SPX
677V
8¥¥T
L¥¥%S

SYPL
4444

EVPI
(474748
7S

LEVA

9€EVS
SGEVS

TEYY
TEVA
0EYT
[147]
8CTA
LTVK
9THN
SThA

o - ®
g o
&
o o

00
—
<
(=

E
COOPPP PP PP PP PP PP PP PP PP 0090909090909 90990990990990990999999%99%9%99%9%99%9%9%90990

60%d
80%1
L0¥X
90%s
SOvh
vovd
€0PA
(4o Ay
T0%d
00%D
66EN

667S
86%1

96¥%S
S6TH
v6vL
€671
26¥1
167V
06%a
68%M
887A

©
0
<
[

[T}
0
<
o

]
o
&
=

1871
08%d
6L7L
8L¥I
LLYY
LYY
SL7S

eLYI
cLvd
TL7L
0LVY
69%1
8971
LOVA
9974
SOPN
izl
£9%4

T9%a

OOV PPPPPPPP PP PP PPNV PPPPPIPPOPG 290 00 9909090990990 2909990 29099090

6S¥Y

~ ® O o o
m m mn <
0 W W0 W 0
m O = H o<

o
©
s}
7]

T9SA

D E

L DWI

SPDB

PROTEIN DATA BANK

W



EMD-22166, 6Z17Z

wwPDB EM Validation Summary Report

Page 13

©
[}
Q
=

04
8893l ) s6EN ¢ orev
[zeor | “I ¢ v OQ | eeen | “ v6ed ¢ om ¢ “ MMM“
¢ e ¢ 808 Y ¢ vEET ¢ ceoea ¢ wm | Al ¢
s SRS o $ o e gmm $n S
Mw” ¢ ( ¢ eev o L i TEon
g $ ot p o g SN gumm NEN S -
¢ e ¢ ot ¢ ¢ soe ¢ sots ¢ oesa ¢ s ¢ MHM ¢ oosh ¢ geeb
b S RS IRT IR IRl IR =
¢ 6o ¢ ¢ ¢ ¢ ¢ e ¢ ¢ 0% ¢
‘ 829V ’ ’ ‘ 59ZA ‘ 9z€e1 ‘ GEey ’ 9YHL ’ 9083 ‘ *
“rﬁ { “ “ £0ZA “ £92N ¢ wwmw 0. ¢ “E “I T
R “. ¢ sk ¢ coen ¢ ¢ s ¢ et ¢ ¢ sos ¢ €29N
¢ weon ¢ oss ¢ @ ¢ oz ¢ ¢ e ¢ ¢ ¢ ¢ zTon
¢ coon ¢ WIT ¢ ooed ¢ * ¢ ¢ ¢ ¢ TZ9M
¢ e .- . ¢ ¢ s511 ¢ M ¢ ¢ ¢ ¢ s6ssa el
‘& de ot fm sm YR oo VSN e -
“ Mwm “ mw ¢ P ¢ ose e “ “ 06vS “ e
o $ - duv gmmm 5 . SN emem R ¢
ALt 671 5L9d
-, $ tE BB . EB=Bt R B m.
al 167Q ¢ z19L
“Imsc m. “ MM m 0671 “ 0szH “ “ 0281 “ “ 0gaT Aty “ ©rom
— 681 6vZh 69N 0191 oL9L
PE T olm tmotr gm Y e fwm § o
¢ 609L = Py ¢ 0* ¢ osrE “I ¢ BELE ¢ ¢ M 2094 ¢ oo
¢ soss ¢ 899 © ¢ owm ¢ ¢ ssit ¢ o ¢ ¢ soeL ¢ om ¢ ¢ — ¢ o9
0 209d 0 L9941 0 69 0 wmm 0. 0 vheN 0 04 0# 0. “ I “ MMMM
Spiomy ¢ el $m gem MEE e R B AR
¢ voor ¢ 7994 § st ¢ ¢ e ¢ we ¢ ¢ soni ¢ ¢ ¢ — gooo
.. N SR I - R A : o ¢ P g ow e
¢ e Tzl ¢ emmm ¢ om R e ehemm % O oo ¢ oson
¢ oo “ — = o ¢ MMN ¢ o1t ¢ MM.H “ Loy ¢/ seza | “ “ ¢ 8t “I g ¢ oo
¢ oesv ¢ son = “ ren ¢ opemay ¢ o “ e § osen ¢ “I ¢ e ClH “ S
- . g o DR " ¢ s 962V ¢ s ¢ ¢ sy 1638 1591
“ = “ wmww & “ 621 “I ¢ «MS ¢ = 0* /i ¢ “ ) 4 1]
0. 0 9598 m - 0 eI 0 ELTH 0 eeed “I 0 €51 0 0 0 —
96T ¢ ssom o, [} — ¢ un ¢ ¢ ceen M ¢ . | gaos
o fe o ) em o g eme emen G e STn YLD =
¢ cest “I m ¢ sos “I ¢ oon ¢ see OE ¢ sven “ MMH “ 69%T ¢ . ¢ oson
¢ est ¢ et S < ¢ < S0TT ¢ so1d ¢ scen ¢ ¢ QI ¢ eov ¢ soon OI
¢ o069 ¢ osou o B ¢ ¢ Low ¢ ou § s ¢ ¢ ¢ Low ¢ ¢ svon
Q M 0zd 90TH 99TI 14 &7 88sd
¢ ¢ evss ) ¢ ¢ ¢ ¢ ozea ¢ osu ¢ o oo ¢ oom ¢ Joon ¢
¢ ¢ ovon hUu ¢ om ¢ comE ¢ oo ¢ sc ¢ s ¢ o o ¢ som ¢ see ¢
0 0 1597 0 STN 0 $0TL 0 $91d 0 vzed 78T 0 vond 0 e 0 I 0
¢ .. ¢ ¢ com ¢ em § ceen ¢ cescs ¢ ¢ ¢ ¢
¢ oL 8gH
¢ s8I s ~ ¢ su ¢ com ¢ o ¢ cead ¢ ¢ 14 &2 ¢ ¢ ¢
¢ s “ 2 ¢ ¢ o ¢ om ¢ ez ¢ reca ¢ ¢ oo ¢ ¢ Mwmw ¢
¢ 8o 0. m = ¢ ¢ oot ¢ o9 §| ocea | ¢ osca ¢ mem ¢ 0. roan ¢
SR IR S R R ERE . RSy
¢ =R B S ¢ ¢ opmm g ou ¢ SR ¢ oI a4
Bl Y T S ta R R 3 (e (e tmm ORI NS

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-22166, 6Z17Z

67%

92%

wwPDB EM Validation Summary Report

32%

COPPPPPPP PP P00 PP PPPPPPPPS V9909909999995 9959999%909999 & 29990

e Molecule 4: Outer capsid protein mu-1

Page 14
Chain M:

693
89s
L9L
99K
S99
794

™
©
=}

D O
n ©
n A

n
0
IIIIIII l-'IIIIIII

L S o 2 o 2 o o g 2 A 4 A s A s s R 2 2 2 2 2 2

ot
3
Il-‘-

- o
- -
H =

o
-
=

$ST0

LYTA

o = o + 0 © N~
M M M M M Mo m
o oA
= A wm [N

123

4
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
o,
¢
¢
¢
¢
¢
¢
4
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

L 2
w0
i
pat
m

602S
80CA
L0zd
902D
S0CI

{44
T0CL

8611
L6TL
961D
S6TV

¥6TA

OO PPPPPPPPPPPP PP PP PP PPV P999999900 2999999299909

cLed

N~ 0
© ©
IS
< ®n

S92A
79Ty

OO PPPP0PPPPPO® 00000000 O0

ot 0
— —
™ o
H o

<
<
N
=

[ TS T ~ 0 O O
m o M o m o o I
A ] AN AN
> oA x| < > < 4

o
N
o
a

80ed

PX PRI
I g
8

i

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

=R
S8€EN
|

99¢€Y

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

i
<
a2}
=

6€€N
8€€d
LEET
9EEN
Seey

YSvd

(45128
TSON
0S¥X
(444

8¥¥1
LY¥S

EVPI
{44749

1524

©0
-
<
<

COPPPPPPO PP PPPGO GO0 G000 290 290 290 G090

1457219
ETPM
[a5748
T1%d
0Tvd
60%d

e s a e a2 2 2 2 2 a2 2 2 24
3
B

L0¥X
90%S
ElG 4]
v0vd
€0%A

{402y
Tovd

00%D
66EN
86€X
L6€x
96€D
S6EN

YIS
€TSA

90S%
S0SA

667S
8671

L6¥d
96¥%S
S6TI

T67V

687M
887A

18%Q
98%d
S8vd

Z8YN

~
0
4
=

957h

§5Sa

OOV P00 P PP PPPPPPPPPPP 9909909999909 9990909990009909900 G099 9%909%90

Q@D OO CPPPPPPPPPPPPPPP PPV PVPP 9990990999999 2999999992990 9%990
I3 3
B2

SE9T
ve9s
€E9L
ce9N
TE9A

6290
829V
1291

929V
S2¢9I
oM

E€TON
[44°)\}
12O
029a
6198
8191
LTOA
919d
STOV

€790

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

§.9d

©
©
©
a

0w © N~ 0 o
0w w w © ©
© © © © © ©
H n H o =

D O
< 0 W
© © ©
n X A

A 4

e Molecule 5: Outer capsid protein lambda-2

8E9N

LE9L
9€94

> oo

e s o 2 o 2 2 2 4 2 2 2 2B N 4

73%

91%

26%

Chain O:

7948

094
691

8sh
LSA

0S8y

9zl
SCA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-22166, 6Z17Z

wwPDB EM Validation Summary Report

Page 15

€¥Sd

0 0 €091 0 0

121D ’ gevl 209D ’
¢ 0zTA { ¢ o ¢ ¢ ¢ som ¢ cas “* “I “ “ €80 0.
“ 6TTT { ¢ ¢ ¢ ¢ ¢ e ¢ ove | ¢ ooss ¢ ¢ ¢ MMM zv8y

o $HEE : ¢ e, 8O0 4= g ¢ ¢ e B 1003

0 0 OI 0 0 851 0 0

o 20T olEsEE 6190 ¢ st L S 4 ¢ ous ¢ seot | soev
“4 “I ¢ ¢ L & “ 8TvL & um “ me 0_ £698 “ 4 ¢ suw ¢ sssm ¢ vosa

$TTd ’ SLTW ‘ “ “ — L1791 ‘ U ’ S50 “ S6SA ‘ “ ’F “ MMMM ’l
¢ = oEEEy ¢ ¢ OImgm ¢ s OFESIN g oo ¢ ¢ SL.1 pessy @ o
¢ MH” ¢ st ¢ ¢ ¢ “ B L ¢ sese ¢ ¢ ¢ “ vL1 “ vesy ¢ ooss
“I “ o ¢ o “ ser “I “INE “ o “m “ “ ¢ st “ -

6073 0LTH (454 TLY1 e T zesd
“ 801N “ 6915 0 Gzt 0 Qq 0 1% “ 0LBS 0 ozan 0 06ST 0 0 0 4k 0 1€89 0
e S om  gom  gom  $In SpEy S ¢ $ua o
“ S0TN “ MMMM “ h ¢ 0* “ M”H “m “ MMMM “ 1850 “ “ “. “ “ MMM“
0. Csora — ¢ 9%€d ¢ Lo ¢ . MwM“ ¢ ¢ oss1
“ - “ 7911 “ — ¢ Ovamq 04 ¢ sonE “ v2sy ¢ wwmo “ “ “ G9.4 “ “ MMM”
R ¢ com ¢ e ¢ ¢ MMMM “ 205D “E “ “ MMMM “ ¢ ¢ WWMM ¢ ¢ 8L
“ oMMM “* “ 1221 “ “ Tved “ ova “ HH ¢ ¢ 8sn ¢ “ ¢ s “ mmmw
¢ o1 OI “ MMM ¢ “ oveN OISE. o oswx “ “ 08sb “ “ QI ¢

L6A 8GT 6STL
“ 96d “ Bﬂm SiEic “ ¢ 0% ¢ — ¢ siss 0. ¢ SR “ 6180 ¢ esa
$m ot A ¢ i omr ges SR an ¢ s i smm ¢

7631 asTd P ¢

€6 0 5578 0 ST2a 0 QI 0 Py 0 0 S1S4 0 SLSA 0 0 0 0 0

z6 a1 OI 0 €€l con 0 $ISA 0 BLSA 0 0 o1
“ ﬂwz “ E ¢ s “ ¢ ceev “ Mmmm “ P QINFS ¢ MMMM ¢ ¢ “ meh “ “
¢ = 4 wmw ¢ ¢ o ¢ ¢ o7 ¢ 188 ¢ ¢ TE91 ¢ ¢ e 4 M
¢ oo ¢ ¢ ¢ ¢ reen ¢ ¢ ¢ sk ¢ ¢ 0 ¢ o ¢
¢ o M ¢ ored M oged ¢ ¢ ¢ oma ¢ ousa ¢ os ¢ ¢ ooz ¢ s ¢
0 e 0 0 6024 0 0 ﬁ “ 0 0 6054 0 0 6290 0 “ 0 - 0
S MR oz g ¢ O T 15 ¢ ¢ g o
0 = a 0 90zA 0 0 S 0 OI 9081 929k 0 0 gost 0
¢ s ¢ svia ¢ ¢ so ¢ ¢ ¢ ¢ ¢ ¢ ¢ Los1 ¢
SR SIS TR S BRI B $o 8 ol g ¢
M ¢ om “ 20za “ N £eel “ 881 “ ¢ cos M ¢ oo ¢ ¢ o “ MMM“ ¢
¢ o ¢ 0. M M M M ¢ oo ¢ cost ¢ ceoa ¢ ceon ¢ o ¢ cos ¢
ommn Son o SRR HE 4t S b e S g

o Gl ¢ ¢ 66vd 6451 6294 o 798
¢ o.a: MR M N M $om lmmm T lmm e ¢ e
| fmm b $m 3an g Swmm pm S ¢ g Sl g 6o
g g SN Semm fIn $m fr tmm P S pun o P e

zL1 st 2611 ¢ ¢ o ¢ coon ¢ 76VA ETY 719 79T YELA ¢

2] Tera ox . €67V €950 €194 | es0d ¢ seu
“ 0LL ¢ om? Oa “ ¢ mﬂmc “ Mwmz “ “ z6vH “. “ z194d “ 294 ¢ eew “ “
S Em b o Yom S  gn SHEN e g g ogEy 3
“ L9 “ 2210 “ MHM “ “I ¢ P “ 687 “ 675D “ 6099 “ 6999 “I “ “
¢ o1 e ema 4 I ’ oM gpesEl ¢ ws:  GEEEN ¢ v ¢
o ¢ s ¢ ssd ¢ ¢ ocoe1 ¢ ¢ ¢ 8w ¢ o ¢ oov ¢ o0l ¢ ¢ s 880
$m emEm e w4 e S 4w S ¢ 40w e $na ¢m
¢ ood ¢ 22TV ¢ e ¢ ¢ coer ¢ ¢ ¢ A ¢ vsd ¢ ©ooH ¢ ©o91 ¢ wew ¢ ¢ ovsd

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-22166, 6Z17Z

wwPDB EM Validation Summary Report
GO PP PPCPPPPP00000000000000000000000000000 460600000000

o
-
@
)

Page 16

1968
0964
656d
8564
1560

966D

- N M
0w L W
D O O
oA X

Lg6N
9C6A
sz6b
wzen
€261
(4478
TZ6A
0Z6N
616V
8161
L16S
9164
ST16S
161

3
-
[}
B4

TT6I

8060

1201d
92011
S20TD
YCOTH
€20TI
gecota
T20TI
0zoTyd
6T0TH
8T0TI
L10Td
9TOTI
GTOTA

CTOTH
TT0T1
010Ta
6001V
800TI

Y001V

000T.L
6661

8668
1664

9661
S66'1

v66V
€661
2664

T66L
066M

6864
8861

1860
9864
986S
7861
£€86d

T86M
0861

6961

COPPPPPPPPPPPPPPPPPG & P00 90 9990990999999 99599%9%9%9%9%9%9%9%9%9099%90

L80TM
980T

#80TH
€80TL

1801d

o
©
o
-
[

6,070

LL0TS
9L0TA
SL0TH
¥L01d
€L0TI
CTLOTH
TLOTY
0LOTY

890TA
L90TQ
990134
S90TL
%9018
€90T4d
290TY
T90T1

65018
8G0TN

9G0TA

PSOTN
€50T4
CS0TA

6701V

©
Sy
o
-
=

L¥0T4
9%0TD

Yv0TI
€V0TA
Zv0T1
9018
0%01D

8€0TH

e s e s e s A e 2 2

9€0TA
SEOTI
ve0t4d
E€E0TN
CEOTD

T€0TY
00T
62073
8COTH

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
=T
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

L 4

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
4
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

SYITI
vvita
EVITA

i<
N
—
—
[=]

YCTTA

[se}
2]
—
—
[=}

[442%:

ocTtIa
6TTTA

L1714

4
¢
¢
¢
¢
¢
4
¢
4
4
¢
¢
¢
¢
¢
4
¢
0 OETTM
¢
¢
4
¢
4
¢
¢
¢
4
¢
¢
4
¢
¢
4
¢
4
4

T60TA
T6OTH
0601d
68011

so0cTa
v0CTYd
€02TS
T0ZTh
TOZTA
00zTa
66TTYH
86TTI
LBTTA
96TTA

<
D
—
—
=

o O o
o i)
- —
— —
o< &

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

TSTTA
0STTA

09zTa

8G¢Td
L8211

[4:1a8y

6%CTI
8%CT0
LYCTI
9%CTL

E€YCIS
[a74x
15745
0%CTA

¢
¢
¢
¢
¢
¢
:
s
¢
¢
¢
¢
¢
¢
¢
I“

68CT1
88¢1d

98211
S8CTL
¥8CTA
€8C1a

0821d
6.TTA
8.TTI
LLTTA
9.TTL
S§.21d
V.LTTI

e Molecule 6: Outer capsid protein sigma-3

74%

92%

25%

Chain X:

o
©
7]

0
0
=

©O N~
0 0
o >

~
Sy
S

)
54
(o)

D O o [}
o =4
o A A =

9€I
SeL
vex
€ea
CEM
Ted
oed

=23
N
o

© I~
o N
= 0

s
€CTA
{44
T2
oca
614
8TV
LIN

STI

ot
-
pE)

o
&
>I

T1I

o
=
o

<]
o

COPPPPPPP PP PP PP PPPPP V9000999909090 9099909909909909909909990 290 29992990

ST
0
€A
4c
W

COPPPPPPPPPP 9090000000009 9090909090909999999099099092909299%99%99%9%9%99%990%90 29

0zTy
6710

8TTT

o
—
el
=

6610

L6y
963
S6M

=y
o)
==}

]
)
|2

T6A
06y
680
88V
184
98d
S8A
¥8a

o
©
>

08b

[
~
=]

0 © N~
[
o o H

[N
I S E
COOPPP0PPPPPPPPPPPPPPPPPPPPOOPOOPOIOIOOS

—
~
==}

OLH
69d
891
L9H
99
S91
wou
€94
4eli]
19T

© o
v} © ©
— B =
=} a e

9GTA
SSTA
510
€871
¢S1d
TS1d
0STL

©
it
-
©n

0 ©
< <
- -
H oo

@
=
OOV PP P09 P PP PP PP PPV PPPPO 9909909909999 9909290929999%9%9%990990 2990

ovex
6€TY
8€TA
LETY

el
i)

66CZA
86CT
L62Y

i0000

S6ZA

€624
2621

—
@
N
£

COOPPPP 00000900 P90 PP P99 P00 P00 909090909099099990999%99%9%9%99%9%9%9%9090
I .
B

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 17 wwPDB EM Validation Summary Report EMD-22166, 6ZT7Z

R A R R R R R Y R AR AR R XXX XX
N <+ w0 © 0 o O M < w ~ 0 O O N o 0w O I~ 0 O O «H N m < W O N o o N~ 0 O O N

d EEE EEEE BEE EEEE BB BB iR EH B BERR H

> o

LR

iR g

e Molecule 6: Outer capsid protein sigma-3
94%
Chain Y: 30% 69% .

COPPPPPPPPP PP P00 P00 0009000090090 909909090909090999099099999999%99%9%99%9%%9%%9%990

- N M g W O~ i=3 N M & w0 N~ 0 =3 o o © D O = N M W O N
a4 g N NN o o M m M M M o < & & & < & 10w W W W W W W0 ©
T o@m > H >Wn ] = A X F n < [ = = > S = >0 =2 @0 0 a0 >

o - N ™ ) ~ ) =3
O N MO S W o~ 0 0 o o Ao — — —
=R >0 A =20 @D ooH>A (=] = [ n

COPPPPPPPPPPPPPPPPP® 9900090990900 990909090990990990990990929%99%29%99%999090 o

OO0 PPPP P P00 PPPPPPPPPPPPPPPO 9909990909090 90090900900%%%00%0%90 90 s 4
<
a

= N © o - cno‘—<Nm<r eN X Q22T YR L © N O OO - N M
a o N 3] ®m o S < 3 © © © © © VO~ N~ N~ NN~
o o — a3IIIII 333 = 888 88s P = R = TR T B B B )
- = =2 n = L@ n oo wn — a A A e x A o> =2FH< =4 =H

COOPPPPPPPPP 0090000000000 90909099099090909090990999999999%9%9%9%9%990%90 9

D81
R120

© N~ 0 D
© © © ©
S - =R -

L61
K64
L65
H71

¢

viso ¢

D151

D175
S177
L179

= N M ¢ WO~ 0 v © I~ © O - O M ¢ w o - o © N~ 0O O O - N ™ 0 N~ o © 0 2 O
© 00 0 © 00 [ o o o O O o - = =4 < N N N N NSNS o o o
P R P R R~ R R B I =] [ S I S I S S B S ] AN NN NN NN o [ ] N 3] a q g
AE R EERA A = A A M| A< m oo K H | = 0 > = > > > [ =] ~ ~om X

o o N~ — 0 ~
0 0 0 ~

N NN N
[T >

COO 0000000000000 0000000000000000000000000000000000000000
g
89

R259
A260
P263
1264
L265
G266
K267
M268
F272
5273
M27
L276
T277
€280
K28
M282
Y283
1286
K287
A290
K2
L292
K293
T294
V295
R296
K297
L298
V299
D300

o
=

COCCOOE G006 0000000000000 000000000000000000000 000 400060 &
= ] HEEEEEEE B B EREEEEEEE B B ERE| EEREEER N B B EREERS

> oS

P361
M362
1363
L364

e Molecule 6: Outer capsid protein sigma-3
92%
Chain Z: 27% 72% .

COOPPPPPPPP 9000009900009 P09990909090909099909909909909299599%99%9%9%9%99%9%9290

o M ¢ 0w O ~ O o N M« W O N~ ® O = N M ¢ W © 0 » O o ¥ D O H N m © N~ 0 o
- IS = T e e R o R o o o = o ES I B B o B o B I S ) N M mmn mnn onn 0 o 3 & & & LW W W W W 0w Ww ©
= M\ O a1 A =0 @ oH a A+ == BH O @ > n H > n oMo = A X B H < o & A = = O = > 0 = & O o > > 12}

COPPPPPPP PPPPP O 9090909090909 9090909099099999999999999999999%9%99%9%929

O - a4 oM ¢ w N~ D O < ©0 N~ (=
- N M O N~ 0 OO = N M WO o O N M F WO N0 0O A + 0w © 1~ o O © © © © ©O o o — - N
© © © © © © O~ N N NN~ NN~ N~ © 0 O O O © O 0 O R O O QDD Lo R R B B B = = = — o o —
- o~ M IO J AaE @D e 0O =2 oo - o > A > 0L A& > H mE X oM = A n > oo =~ = = wn [ B =T o~

GV CPCCCP0000 000 00 000000000000 00000000000000000000000000
8838858883983 88538s83e¢s EEE] HOER B B BER B £28
fSEfdcsadfadEEiadd A5 gagE 2 EEdggfAadiAcddassEEE5E5ER il

WO RLDWIDE

PROTEIN DATA BANK



EMD-22166, 6Z17Z

wwPDB EM Validation Summary Report

Page 18

A e o o 4 & 4 & 4 4
I 5
&

(=) [N
I N d N
Il N N o
= = > A

Ao 4 4 2 4

COPPPPPPPPPPPPPPPPP PP PP0PP PPN PPPPPPPPPPP90C 20 29090 290 29090

COOPPPPPPPPPP VPP PPP & V9P 990990990990990999999999990 29999999990

- o
o o
M ®
wn >

v ©
o o
o N
o

a o
8 §
=g

TocY
00za
661D
86714
L6711
96TH
S6TA

(=3 [
) o o
— -
=) o=

88T1d

S8TH
8T

Z8IN

COPOPP V0P PPPPPPPPOPOGO G000 O0

00€a
662N
8621
1623

w0
D
N
=

€62
2621

6Ty
062V

68CL
882D

§8¢4
¥8¢d

28T

a ™
N~
o N
0

(ka4
692¢d
89TN
1924
992D

SEET

<
3]
)
=

Zeed
TeEV
oged
6zeb
8TEN

9zed
SZeN

<
N
®
>

E€CEM
(440

«©
o
o
=

ey
o
@™
==}

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 19

wwPDB EM Validation Summary Report

EMD-22166, 6ZTZ

4 Experimental information (i)

Property Value Source

EM reconstruction method TOMOGRAPHY Depositor

Imposed symmetry POINT, Not provided

Number of tilted images used 41 Depositor

Resolution determination method | Not provided

CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI TITAN KRIOS Depositor

Voltage (kV) 300 Depositor

Electron dose (e~ /Az) 2 Depositor

Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector GATAN K2 SUMMIT (4k x 4k) Depositor

Maximum voxel value 8.955 Depositor

Minimum voxel value -5.801 Depositor

Average voxel value 0.054 Depositor

Voxel value standard deviation 0.430 Depositor

Recommended contour level 2.7 Depositor

Tomogram size (A) 648.0, 648.0, 648.0 wwPDB

Tomogram dimensions 360, 360, 360 wwPDB

Tomogram angles (°) 90.0, 90.0, 90.0 wwPDB

Grid spacing (A) 1.8,1.8, 1.8 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 | gy 7155 | RMSZ | #(2] >5
1 B 0.38 0/8391 0.56 | 1/11492 (0.0%)
2 C 0.40 0/8174 0.56 0/11194
3 D 0.39 0/3398 0.56 | 2/4626 (0.0%)
3 P 0.40 0/3398 0.56 | 1/4626 (0.0%)
4 K 0.36 0/4971 0.54 | 1/6787 (0.0%)
4 L 0.36 0/4971 0.56 0/6787
4 M 0.35 0/4971 0.54 0/6787
5 O 0.40 | 0/10385 | 0.56 | 1/14172 (0.0%)
6 X 0.39 0/2957 0.53 0/4005
6 Y 0.36 0/2957 0.53 0/4005
6 Z 0.37 0/2957 0.53 0/4005
All All 0.38 | 0/57530 | 0.55 | 6/78486 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
0 1

| Y W[ [ DO =
=l ol 2| = ol
(en] Hen] Hen] Nen)l Nen) Nas)
3| —=| = Do = =

All

There are no bond length outliers.

The worst 5 of 6 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
) O 1007 | ARG | NE-CZ-NH1 | -5.83 117.39 120.30

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

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
4 K 484 | THR C-N-CA -5.68 107.50 121.70
3 D 7 LEU | CA-CB-CG | 5.38 127.68 115.30
3 D 217 | LEU | CA-CB-CG | -5.16 103.42 115.30
1 B 599 | LEU | CA-CB-CG | -5.05 103.69 115.30

There are no chirality outliers.

5 of 7 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 B 977 | PHE | Peptide
2 C 383 | THR | Peptide
4 L 615 | ALA | Peptide
4 M 386 | SER | Peptide
4 M 57 | VAL | Peptide

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 B 8171 0 8083 851 0
2 C 7958 0 7871 867 0
3 D 3313 0 3215 361 0
3 P 3313 0 3215 415 0
4 K 4871 0 4900 o87 0
4 L 4871 0 4900 541 0
4 M 4871 0 4900 524 0
5 O 10127 0 9910 1080 0
6 X 2885 0 2816 282 0
6 Y 2885 0 2816 296 0
6 Z 2885 0 2816 298 0

All All 56150 0 55442 o837 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 52.

The worst 5 of 5837 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
5:0:1230:LEU:O | 5:0:1276: THR:HA 1.45 1.14
1:B:760:GLU:O | 1:B:764: TRP:HB2 1.46 1.14
5:0:704:THR:HA | 5:0:758:ARG:O 1.47 1.12
4:K:68:SER:HG 4:K:97:ASP:N 1.47 1.11
4:1,:142:THR:O 4:1.:164:PRO:HA 1.50 1.10

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 | 1031/1035 (100%) | 841 (82%) | 190 (18%) 0 100 | 100
2 C | 1004/1008 (100%) | 820 (82%) | 179 (18%) | 5 (0%) 29 29
3 D 415/417 (100%) | 343 (83%) | 71 (17%) | 1 (0%) AT 47
3 P 415/417 (100%) | 352 (85%) | 62 (15%) | 1 (0%) AT 47
4 K 637/641 (99%) | 548 (86%) | 88 (14%) | 1 (0%) AT 47
4 L 637/641 (99%) | 536 (84%) | 100 (16%) | 1 (0%) AT 47
4 M 637/641 (99%) | 550 (86%) | 86 (14%) | 1 (0%) AT 47
5 O | 1280/1284 (100%) | 1069 (84%) | 211 (16%) 0 [100] [100]
6 X 363/365 (100%) | 309 (85%) | 54 (15%) 0 |
6 Y 363/365 (100%) | 317 (87%) | 46 (13%) 0 |
6 7 363/365 (100%) | 296 (82%) | 67 (18%) 0 |

All | Al | 7145/7179 (100%) | 5981 (84%) | 1154 (16%) | 10 (0%)

5 of 10 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 C 1088 ASN
3 D 49 GLY

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
M 387 TYR
K 372 GLN
P 170 MET

QO | >

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 915/915 (100%) 908 (99%) 7 (1%) 81 81
2 C 890/890 (100%) 882 (99%) 8 (1%) 781178
3 D 352/352 (100%) 346 (98%) 6 (2%) 60 60
3 P 352/352 (100%) 346 (98%) 6 (2%) 60 60
4 K 541/541 (100%) 534 (99%) 7 (1%) 69 69
4 L 541/541 (100%) | 537 (99%) | 4 (1%) |
4 M 541/541 (100%) 538 (99%) 3 (1%) 861 | 86
5 0O 1118/1118 (100%) | 1101 (98%) | 17 (2%) 65 65
6 X 317/317 (100%) 312 (98%) 5 (2%) 62 62
6 Y 317/317 (100%) 315 (99%) 2 (1%) 861 | 86
6 Z 317/317 (100%) 314 (99%) 3 (1%) 78 178

All All 6201/6201 (100%) | 6133 (99%) | 68 (1%) 473

5 of 68 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
3 P 333 ARG
6 X 78 ARG
6 7 19 PHE
4 K 333 TRP
4 K 327 LYS

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 189
such sidechains are listed below:
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Mol | Chain | Res | Type
4 M 613 GLN
3 P 84 HIS
) O 180 ASN
5 O 804 HIS
3 P 242 ASN

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 monosaccharides 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)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
2 C 1
4 L 1
4 M 1
4 K 1
1 B 1
5 O 1

The worst 5 of 6 chain breaks are listed below:


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
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Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 C 562: THR C 571:LEU N 14.85
1 L 71:ILE C 97:ASP N 12.37
1 M 71:ILE C 97:ASP N 11.46
1 K 71:ILE C 97:ASP N 9.27
1 B 583:PRO C 584:SER N 8.38
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6 Tomogram visualisation (i)

This section contains visualisations of the EMDB entry EMD-22166. These allow visual inspection
of the internal detail of the tomogram and identification of artifacts.

6.1 Orthogonal projections (i)

The images above show the tomogram projected in three orthogonal directions.

6.2 Central slices (i)

X Index: 180 Y Index: 180 7 Index: 180

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


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

X Index: 195 Y Index: 176 Z Index: 213

The images above show the largest variance slices of the tomogram in three orthogonal direc-
tions.

6.4 Mask visualisation (i)

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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7 Tomogram analysis (i)

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

7.1 Voxel-value distribution (i)

Voxel-value distribution

Voxel count (logl0)
Y
i

3 -
2 -
l -
D T T T T T T T T
—6 —4 -2 0 2 4 (] 8
voxel value

— Voxel count

Recommended contour
level 2.7

The voxel-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarith-

mic.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_disrtribution
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8 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-22166 and PDB
model 6ZT7Z. Per-residue inclusion information can be found in section 3 on page 8.

8.1 Map-model overlay (i)

This section was not generated.
8.2 Q-score mapped to coordinate model (i)

1.0

0.0
B <0.0

The images above show the model with each residue coloured according its Q-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.

8.3 Atom inclusion mapped to coordinate model (i)

This section was not generated.


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

Atom inclusion

1.0
o
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E atoms
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)
o level 2.7
v 0.4
=
g=
]
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o
E 0.2 1

0.0 1+ : : : : \\— : ;

—6 —4 -2 0 2 4 G a8
Contour level

At the recommended contour level, 7% of all backbone atoms, 7% of all non-hydrogen atoms, are
inside the map.


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

The table lists the average atom inclusion at the recommended contour level (2.7) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All I 0.0687 . 0.0100
B I 0.0011 . (0.0230
C N 0.0532 I 0.0150
D I 0.0446 . 0.0040
K I 0.0868 . -0.0040
L I (0.0866 I 0.0090
M Il 0.0828 I (0.0020
@) I 0.0912 . 0.0230
P . 0.1510 = -0.0060
X . 0.0719 . -0.0060
Y I 0.0559 . -0.0050
Z I 0.0825 . 0.0030

1.0

0.0
M <0.0



	Overall quality at a glance
	Entry composition
	Residue-property plots
	Experimental information
	Model quality
	Standard geometry
	Too-close contacts
	Torsion angles
	Protein backbone
	Protein sidechains
	RNA

	Non-standard residues in protein, DNA, RNA chains
	Carbohydrates
	Ligand geometry
	Other polymers
	Polymer linkage issues

	Tomogram visualisation
	Orthogonal projections
	Central slices
	Largest variance slices
	Mask visualisation

	Tomogram analysis
	Voxel-value distribution

	Map-model fit
	Map-model overlay
	Q-score mapped to coordinate model
	Atom inclusion mapped to coordinate model
	Atom inclusion
	Map-model fit summary


