WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB EM Validation Summary Report (i)

Sep 29, 2022 — 04:26 AM JST

PDBID : 7VS5H
EMDB ID : EMD-32109
Title : The expanded head structure of phage T4
Authors : Fang, Q.; Tang, W.; Fokine, A.; Mahalingam, M.; Shao, Q.; Rossmann, M.G.;
Rao, V.B.
Deposited on : 2021-10-25
Resolution : 3.40 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.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) : 2.31.2


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

Page 2 wwPDB EM Validation Summary Report EMD-32109, 7VS5

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 3.40 A.

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

Metric Percentile Ranks Value
Clashscore I 1
Ramachandran outliers I T 0.9%
Sidechain outliers T I 0.4%
Worse Better

I Percentile relative to all structures

[l 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.
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Mol | Chain | Length Quality of chain
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 781038 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the AltConf column contains the number of residues with at least one atom
in alternate conformation and the Trace column contains the number of residues modelled with at
most 2 atoms.

e Molecule 1 is a protein called Major capsid protein.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 aa 456 34925 2167 584 659 15 0 0

Total C N O S
1 ab 456 34925 2167 584 659 15 0 0

Total C N O S
1 ac 456 34925 2167 584 659 15 0 0

Total C N O S
1 ad 456 34925 2167 584 659 15 0 0

Total C N O S
1 ae 456 3495 2167 584 659 15 0 0

Total C N O S
1 o 456 3425 2167 584 659 15 0 0

Total C N O S
1 ag 456 3495 2167 584 659 15 0 0

Total C N O S
1 ah 456 3425 2167 584 659 15 0 0

. Total C N O S
1 al 456 3425 2167 584 659 15 0 0

. Total C N O S
1 a] 456 3425 2167 584 659 15 0 0

Total C N O S
1 ak 456 3425 2167 584 659 15 0 0

Total C N O S
1 al 456 3425 2167 584 659 15 0 0

Total C N O S
1} am 456 3425 2167 584 659 15 0 0

Total C N O S
1 an 456 3425 2167 584 659 15 0 0

Total C N O S
1 a0 456 3425 2167 584 659 15 0 0

Total C N O S
1 ap 456 3425 2167 584 659 15 0 0

Total C N O S
1 aq 456 3425 2167 584 659 15 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 ar 456 525? 21%7 51;4 6(5)9 1S5 0 0
1 as 456 523? 21C67 52]4 6(5)9 1S5 0 0
1 at 456 gigil 21%7 52]4 6(5)9 1S5 0 0
! at 456 1312;&51 21%7 515\514 6(5)9 1S5 0 0
1 a 456 525351 21(237 5214 6(5)9 1S5 0 0
L aw 456 gZZ? 21067 51;4 6(5)9 1S5 0 0
L ax 456 gZZ?,l 21(237 51554 6(539 1S5 0 0
L a 456 gZZ? 21(337 515\414 6(539 1S5 0 0
L az 456 52?51 21%7 524 6(5)9 1S5 0 0
L ba 456 gitza; 21067 524 6(5)9 1S5 0 0
L bb 456 gZZ?,l 21067 515\;14 6(5)9 1S5 0 0
L be 456 525? 21C67 524 6(5)9 1S5 0 0
L bd 456 EEZZZI 21067 5?4 6(5)9 1S5 0 0
1 be 456 gZZasl 21(367 52]4 6C5)9 1S5 0 0
L bf 456 gZZZI 21%7 515\3]4 6(5?9 1S5 0 0
! be 456 525? 21067 515\314 6(5?9 185 0 0
L bh 456 225? 21067 515\3]4 6(5)9 185 0 0
L bi 456 giti%l 21067 512\3]4 6(5)9 185 0 0
L b] 456 352521 21%7 512\3]4 6(5)9 1S5 0 0
L bk 456 1?:2;&51 21%7 512\3]4 6(5)9 1S5 0 0
! bl 456 giitiél 21%7 512\3]4 6(5)9 1S5 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 bm 456 525? 21%7 51;4 6(5)9 1S5 0 0
1 bn 456 523? 21C67 52]4 6(5)9 1S5 0 0
1 bo 456 gigil 21%7 52]4 6(5)9 1S5 0 0
! bp 456 1312;&51 21%7 515\514 6(5)9 1S5 0 0
1 ba 456 525351 21(237 5214 6(5)9 1S5 0 0
L br 456 gZZ? 21067 51;4 6(5)9 1S5 0 0
L bs 456 gZZ?,l 21(237 51554 6(539 1S5 0 0
Lo bt 456 gZZ? 21(337 515\414 6(539 1S5 0 0
L bu 456 52?51 21%7 524 6(5)9 1S5 0 0
L bv 456 gitza; 21067 524 6(5)9 1S5 0 0
L bw 456 gZZ? 21067 515\54 6(5)9 1S5 0 0
L bx 456 525? 21C67 524 6(5)9 1S5 0 0
1 by 456 gitfél 21067 52]4 6(5)9 1S5 0 0
1 bz 456 gZZasl 21(367 52]4 6C5)9 1S5 0 0
! @ 456 gztza; 21067 515\314 6(5?9 1S5 0 0
! cb 456 525? 21067 515\314 6(5?9 185 0 0
! « 456 gZZZI 21067 512\3]4 6(5)9 1S5 0 0
! cd 456 1;;25?1 21067 512\314 6(5)9 185 0 0
1 e 456 525? 21%7 512\3]4 6(5)9 1S5 0 0
1 cf 456 1?2;&51 21067 515\3]4 6(5)9 1S5 0 0
1 & 456 git;él 21067 515\3]4 6(5)9 1S5 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 ch 456 525? 21%7 51;4 6(5)9 1S5 0 0
1 cl 456 523? 21C67 52]4 6(5)9 1S5 0 0
1 ¢l 456 gigil 21%7 52]4 6(5)9 1S5 0 0
! ck 456 1312;&51 21%7 515\514 6(5)9 1S5 0 0
1 cl 456 525351 21(237 5214 6(5)9 1S5 0 0
L o 456 gZZ? 21067 51;4 6(5)9 1S5 0 0
L . 456 gZZ?,l 21(237 51554 6(539 1S5 0 0
L 0 456 gZZ? 21(337 515\414 6(539 1S5 0 0
L P 456 52?51 21%7 524 6(5)9 1S5 0 0
L “d 456 gitza; 21067 524 6(5)9 1S5 0 0
L “ 456 gZZ? 21067 515\54 6(5)9 1S5 0 0
L CS 456 525? 21C67 524 6(5)9 1S5 0 0
1 ct 456 gitfél 21067 52]4 6(5)9 1S5 0 0
1 i 456 gZZasl 21(367 52]4 6C5)9 1S5 0 0
! v 456 gztza; 21067 515\314 6(5?9 1S5 0 0
! o 456 525? 21067 515\314 6(5?9 185 0 0
! x 456 gZZZI 21067 512\3]4 6(5)9 1S5 0 0
! &4 456 1;;25?1 21067 512\314 6(5)9 185 0 0
1 “ 456 525? 21%7 512\3]4 6(5)9 1S5 0 0
1 da 456 1?2;&51 21067 515\3]4 6(5)9 1S5 0 0
! db 456 giit{%l 21%7 512\3]4 6(5)9 1S5 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 de 456 525? 21%7 51;4 6(5)9 1S5 0 0
! dd 456 525? 21%7 515\914 6(5)9 1S5 0 0
1 de 456 gigil 21%7 52]4 6(5)9 1S5 0 0
1 df 456 525? 21%7 515\514 6(5)9 185 0 0
1 dg 456 525351 21(237 5214 6(5)9 1S5 0 0
L dh 456 gZZ? 21067 515\54 6(5?9 1S5 0 0
L di 456 gZZ? 21C67 51554 6(;9 1S5 0 0
L dj 456 gZZ? 21%7 515\;14 6(;9 1S5 0 0
L dk 456 gzgzl 21%7 515:14 6(5)9 1S5 0 0
L dl 456 gitﬁ-,l 21067 515:14 6(5)9 1S5 0 0
L dm 456 gZZ? 21067 515\54 6(5)9 1S5 0 0
L dn 456 525? 21C67 524 6(5)9 1S5 0 0
1 do 456 gitfél 21067 52]4 6(5)9 1S5 0 0
1 dp 456 gZZasl 21(367 52]4 6C5)9 1S5 0 0
! dq 456 gztza; 21067 515\314 6(5?9 1S5 0 0
! dr 456 525? 21067 515\314 6(5?9 185 0 0
! ds 456 gZZZI 21067 512\3]4 6(5)9 1S5 0 0
! de 456 1;;25?1 21067 512\314 6(5)9 185 0 0
1 du 456 525? 21%7 512\3]4 6(5)9 1S5 0 0
1 dv 456 1?2;&51 21067 515\3]4 6(5)9 1S5 0 0
1 dw 430 53?91 20062 5@2 6(2)0 1S5 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 dx 456 525? 21%7 51;4 6(5)9 1S5 0 0
1 dy 456 523? 21C67 52]4 6(5)9 1S5 0 0
1 dz 456 gigil 21%7 52]4 6(5)9 1S5 0 0
! e 456 1312;&51 21%7 515\514 6(5)9 1S5 0 0
1 eb 456 525351 21(237 5214 6(5)9 1S5 0 0
L e 456 gZZ? 21067 51;4 6(5)9 1S5 0 0
L ed 456 gZZ?,l 21(237 51554 6(539 1S5 0 0
L e 456 gZZ? 21(337 515\414 6(539 1S5 0 0
L ef 456 52?51 21%7 524 6(5)9 1S5 0 0
L °& 456 gitza; 21067 524 6(5)9 1S5 0 0
L eh 456 gZZ? 21067 515\54 6(5)9 1S5 0 0
L el 456 525? 21C67 524 6(5)9 1S5 0 0
1 ¢} 456 gitfél 21067 52]4 6(5)9 1S5 0 0
1 ek 456 gZZasl 21(367 52]4 6C5)9 1S5 0 0
! el 456 gztza; 21067 515\314 6(5?9 1S5 0 0
! e 456 525? 21067 515\314 6(5?9 185 0 0
! o 456 gZZZI 21067 512\3]4 6(5)9 1S5 0 0
! €0 456 1;;25?1 21067 512\314 6(5)9 185 0 0
1 P 456 525? 21%7 512\3]4 6(5)9 1S5 0 0
1 4 456 1?2;&51 21067 515\3]4 6(5)9 1S5 0 0
1 o 456 git;él 21067 515\3]4 6(5)9 1S5 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 e 456 525? 21%7 51;4 6(5)9 1S5 0 0
1 et 456 523? 21C67 52]4 6(5)9 1S5 0 0
1 e 456 gigil 21%7 52]4 6(5)9 1S5 0 0
! v 456 1312;&51 21%7 515\514 6(5)9 1S5 0 0
1 oW 456 525351 21(237 5214 6(5)9 1S5 0 0
L i 456 gZZ? 21067 51;4 6(5)9 1S5 0 0
L Y 456 gZZ?,l 21(237 51554 6(539 1S5 0 0
L eZ 456 gZZ? 21(337 515\414 6(539 1S5 0 0
L fa 456 52?51 21%7 524 6(5)9 1S5 0 0
L b 456 gitﬁ-,l 21067 515:14 6(5)9 1S5 0 0
L f 456 gZZ? 21067 515\54 6(5)9 1S5 0 0
L fd 456 gZZ? 21C67 524 6(5)9 1S5 0 0
1 fe 456 gitfél 21067 52]4 6(5)9 1S5 0 0
L ff 456 525? 21(367 52]4 6C5)9 1S5 0 0
! fe 456 gztza; 21067 515\314 6(5?9 1S5 0 0
L fh 456 gZZZI 21067 515\3]4 6(5?9 1S5 0 0
L fi 456 §ZZ§1 21067 515\3]4 6(5)9 1S5 0 0
L { 456 §ZZ§1 21067 512\3]4 6(5)9 1S5 0 0
L fl 456 qe:iitiél 21067 512\314 6(5)9 1S5 0 0
L f 456 §Zt2a51 21%7 515\3]4 6(5)9 1S5 0 0
1 fm 456 git;él 21067 515\3]4 6(5)9 1S5 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 fn 456 525? 21%7 51;4 6(5)9 1S5 0 0
1 fo 456 523? 21C67 52]4 6(5)9 1S5 0 0
1 fp 456 gigil 21%7 52]4 6(5)9 1S5 0 0
! fq 456 1312;&51 21%7 515\514 6(5)9 1S5 0 0
1 fr 456 525351 21(237 5214 6(5)9 1S5 0 0
L fs 456 gZZ? 21067 51;4 6(5)9 1S5 0 0
L fe 456 gZZ?,l 21(237 51554 6(539 1S5 0 0
L fu 456 gZZ? 21(337 515\414 6(539 1S5 0 0
L fv 456 52?51 21%7 524 6(5)9 1S5 0 0
L fw 456 gitza; 21067 524 6(5)9 1S5 0 0
L fx 456 gZZ? 21067 515\54 6(5)9 1S5 0 0
L fy 456 525? 21C67 524 6(5)9 1S5 0 0
1 fz 456 gitfél 21067 52]4 6(5)9 1S5 0 0
1 ga 456 gZZasl 21(367 52]4 6C5)9 1S5 0 0
! gb 456 gztza; 21067 515\314 6(5?9 1S5 0 0
! 8¢ 456 525? 21067 515\314 6(5?9 185 0 0
! gd 456 gZZZI 21067 512\3]4 6(5)9 1S5 0 0
! 8¢ 456 1;;25?1 21067 512\314 6(5)9 185 0 0
1 ef 456 525? 21%7 512\3]4 6(5)9 1S5 0 0
1 88 456 1?2;&51 21067 515\3]4 6(5)9 1S5 0 0
1 gh 456 git;él 21067 515\3]4 6(5)9 1S5 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 gl 456 525? 21%7 51;4 6(5)9 1S5 0 0
1 &l 456 523? 21C67 52]4 6(5)9 1S5 0 0
1 gl 456 gigil 21%7 52]4 6(5)9 1S5 0 0
! el 456 1312;&51 21%7 515\514 6(5)9 1S5 0 0
1 g 456 525351 21(237 5214 6(5)9 1S5 0 0
L &n 456 gZZ? 21067 51;4 6(5)9 1S5 0 0
L 8o 456 gZZ?,l 21(237 51554 6(539 1S5 0 0
L &P 456 gZZ? 21(337 515\414 6(539 1S5 0 0
L &4 456 52?51 21%7 524 6(5)9 1S5 0 0
L &t 456 gitza; 21067 524 6(5)9 1S5 0 0
L & 456 gZZ? 21067 515\54 6(5)9 1S5 0 0
L] et 456 525? 21C67 524 6(5)9 1S5 0 0
1 st 456 gitfél 21067 52]4 6(5)9 1S5 0 0
1 v 456 gZZasl 21(367 52]4 6C5)9 1S5 0 0
! gw 456 gztza; 21067 515\314 6(5?9 1S5 0 0
! g% 456 525? 21067 515\314 6(5?9 185 0 0
! 8y 456 gZZZI 21067 512\3]4 6(5)9 1S5 0 0
! &% 456 1;;25?1 21067 512\314 6(5)9 185 0 0
1 ha 456 525? 21%7 512\3]4 6(5)9 1S5 0 0
L hb 456 §Zt2a51 21%7 512\3]4 6(5)9 1S5 0 0
1 he 456 git;él 21067 515\3]4 6(5)9 1S5 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 hd 456 3425 2167 584 659 15 0 0

e Molecule 2 is a protein called Capsid vertex protein.

Mol | Chain | Residues Atoms AltConf | Trace
2 he 415 gggasl 20(?39 5211 620 2 0 0
2 b 415 gggaél 2(%9 5121 651)0 2 0 0
2 he 415 ggg;l 2(%9 51;1 620 2 0 0
2 b 415 ?2)2)&81 2(%9 5§1 651)0 2 0 0
2 hi 415 gggzl 20%9 51;]1 620 2 0 0
2 b] 415 gggzl 20%9 51;11 620 2 0 0
2 hik 415 538381 2(%9 51;]1 620 2 0 0
2 bl 415 gggzl 2(%9 51§1 62() 2 0 0
2| hm 415 53321 20039 51;]1 651)0 2 0 0
2| M 415 rgggasl 20039 51;1 651)0 2 0 0
2| ho W5 o om0 1 s s 0 0
e Molecule 3 is a protein called Small outer capsid protein.

Mol | Chain | Residues Atoms AltConf | Trace
5 hp 79 Total C N O 0 0

633 403 106 124

Total C N O
3 hq & 633 403 106 124 0 0

Total C N O
3 hr & 633 403 106 124 0 0

Total C N O
3 hs & 633 403 106 124 0 0

Total C N O
3 ht & 633 403 106 124 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
3 hu & Te;ozst; l 433 11(\)16 1(2)4 0 0
3 hv & T(;O;; l 4%3 11(316 1(2)4 0 0
3 hw 7 T(;Ogt; l 4%3 11(\)16 1(2)4 0 0
s hx 7 T(;O;?)a l 4%3 11(\)16 1(2)4 0 0
3 by 7 Tg);; l 4%3 11(\)16 1(2)4 0 0
3| bz 7 Téo?f:? l 4%3 11(\)16 1(2)4 0 0
S| 7 T(;O?f:? l 4%3 11(\)16 1(2)4 0 0
3. b 7 TGO?? l 4(53 11(\)16 1(2)4 0 0
S| e 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3. i 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
S| e 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 if 7 Teso?f:? l 4(033 11(\)16 1(2)4 0 0
3 ig 7 TGO?f; l 433 11(\)16 1(2)4 0 0
3 ih 7 1;50;:? l 4(0]3 11(\)16 1(2)4 0 0
3 i & 1230;; 1 4(013 11816 1(2)4 0 0
3 1 & 20;; 1 4(033 11816 1(2)4 0 0
3 ik 7 1;50;; 1 4%3 11(\J]6 1(2)4 0 0
3 il 7 I;)‘O?f; 1 4%3 11(\)16 1(2)4 0 0
3 im & 1;50;; 1 4(033 11(\)16 1(2)4 0 0
3 n 7 1;50;; 1 4(033 11(\)16 1C2)4 0 0
3 i0 7 T603t§1, 1 4(033 118]6 1(2)4 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
3 ip & Te;ozst; l 433 11(\)16 1(2)4 0 0
3 iq & T(;O;; l 4%3 11(316 1(2)4 0 0
3 ir 7 T(;Ogt; l 4%3 11(\)16 1(2)4 0 0
s is 7 T(;O;?)a l 4%3 11(\)16 1(2)4 0 0
3 it 7 Tg);; l 4%3 11(\)16 1(2)4 0 0
S| 7 Téo?f:? l 4%3 11(\)16 1(2)4 0 0
S| W 7 T(;O?f:? l 4%3 11(\)16 1(2)4 0 0
S W 7 TGO?? l 4(53 11(\)16 1(2)4 0 0
S| & 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
S W 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
S| Iz 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 Ja 7 Teso?f:? l 4%3 11(\)16 1(2)4 0 0
3 ib 7 T60?f§ l 4%3 11(\)16 1(2)4 0 0
3 e 7 Teso?f:? l 4(0]3 11(\)16 1(2)4 0 0
3 1 & 1230;; 1 4(013 11816 1(2)4 0 0
3 Je & 1;30;3? 1 4(01:3 11§6 1(2)4 0 0
3 it 7 1;50;; 1 4%3 11(\J]6 1(2)4 0 0
3 18 7 1;50?}; 1 4%3 11(\)16 1(2)4 0 0
3 jh & 1;50;; 1 4(033 11(\)16 1(2)4 0 0
3 i 7 1;50;; 1 4(033 11(\316 1(2)4 0 0
3 i 7 T603t§ 1 4(033 115]6 1(2)4 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
3 Jk & T(‘303? l 4%3 11(\)16 1(2)4 0 0
3 il & T(;O?yt; l 4%3 11(316 1(2)4 0 0
3 jm 7 T(;Ogt; l 4%3 11(\)16 1(2)4 0 0
s Jn 7 T(;O;?)a l 4%3 11(\)16 1(2)4 0 0
3 jo 7 Tg);; l 4%3 11(\)16 1(2)4 0 0
S| 7 Téo?f:? l 4%3 11(\)16 1(2)4 0 0
S Jd 7 T(;O?f:? l 4%3 11(\)16 1(2)4 0 0
S 7 TGO?? l 4(53 11(\)16 1(2)4 0 0
S| 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
ot 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
S| Ju 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 v 7 Teso?f:? l 4%3 11(\)16 1(2)4 0 0
3 w 7 TGO?f; l 433 11(\)16 1(2)4 0 0
3 Jx 7 Teso?f:? l 4(0]3 11(\)16 1(2)4 0 0
3 1y & 1;30;; 1 4(033 11(\)16 1(2)4 0 0
3 Jz & 1;30;3? 1 4(01:3 11§6 1(2)4 0 0
3 ka 7 1;50;; 1 4%3 115]6 1(2)4 0 0
3 kb 7 I;)‘O?f; 1 4%3 11(\)16 1(2)4 0 0
3 ke & 1;50;; 1 4(033 11(\)16 1(2)4 0 0
3 kd 7 1;50;; 1 4(033 11(\316 1(2)4 0 0
3 ke 7 T603t§1, 1 4(033 118]6 1(2)4 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
3 ki & T(‘303? l 4%3 11(\)16 1(2)4 0 0
3 kg & T(;O;; l 4%3 11(316 1(2)4 0 0
3 kh 7 T(;Ogt; l 4%3 11(\)16 1(2)4 0 0
s ki 7 T(;O;; l 4%3 11(\)16 1(2)4 0 0
3 K 7 Tg);; l 4%3 11(\)16 1(2)4 0 0
3 Kk 7 Téo?f:? l 4%3 11(\)16 1(2)4 0 0
3 M 7 T(;O?f:? l 4%3 11(\)16 1(2)4 0 0
3 | lm 7 TGO?? l 4(53 11(\)16 1(2)4 0 0
3 | fn 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 | ko 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 ko 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 kq 7 Teso?f:? l 4%3 11(\)16 1(2)4 0 0
3 kr 7 TGO?f; l 433 11(\)16 1(2)4 0 0
3 ks 7 Teso?f:? l 4(0]3 11(\)16 1(2)4 0 0
3 | Kt & 1;30;; 1 4(033 11(\)16 1(2)4 0 0
3 ku & 1;30;3? 1 4(01:3 11§6 1(2)4 0 0
3 kv 7 1;50;; 1 4%3 115]6 1(2)4 0 0
3 kow 7 1;50?}; 1 4%3 11(\)16 1(2)4 0 0
3 kx & 1;50;; 1 4(033 11(\)16 1(2)4 0 0
3 ky 7 1;50;; 1 4(033 11(\)16 1C2)4 0 0
3 ke 7 T603t§1, 1 4(033 118]6 1(2)4 0 0
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Mol | Chain | Residues Atoms AltConf | Trace
3 la & Te;ozst; l 433 11(\)16 1(2)4 0 0
3 b & T(;O?yt; l 4%3 11(316 1(2)4 0 0
3 le 7 T(;Ogt; l 4%3 11(\)16 1(2)4 0 0
s ld 7 T(;O;; l 4%3 11(\)16 1(2)4 0 0
3 le 7 Tg);; l 4%3 11(\)16 1(2)4 0 0
s It 7 Téo?f:? l 4%3 11(\)16 1(2)4 0 0
3 s 7 T(;O?f:? l 4%3 11(\)16 1(2)4 0 0
3 | 7 TGO?? l 4(53 11(\)16 1(2)4 0 0
s l 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
s l 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 Kk 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 1 7 Teso?f:? l 4(033 11(\)16 1(2)4 0 0
3 m 7 TGO?f; l 433 11(\)16 1(2)4 0 0
3 n 7 1;50;; l 4(0]3 11(\)16 1(2)4 0 0
3 lo & 1;30;; 1 4(033 11(\)16 1(2)4 0 0
3 Ip & 1;30;3? 1 4(01:3 11§6 1(2)4 0 0
3 lq 7 1;50;; 1 4%3 115]6 1(2)4 0 0
3 Ir 7 1;50?}; 1 4%3 11(\)16 1(2)4 0 0
3 Is & 1;50;; 1 4(033 11(\)16 1(2)4 0 0
3 It 7 1;50;; 1 4(033 11(\)16 1C2)4 0 0
3 hu 7 T603t§1, 1 4(033 118]6 1(2)4 0 0
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Mol | Chain | Residues Atoms AltConf | Trace
3 lv & Te;ozst; l 433 11(\)16 1(2)4 0 0
3 bw & T(;O;; l 4%3 11(316 1(2)4 0 0
3 x 7 T(;Ogt; l 4%3 11(\)16 1(2)4 0 0
s ly 7 T(;O;?)a l 4%3 11(\)16 1(2)4 0 0
3 Lz 7 Tg);; l 4%3 11(\)16 1(2)4 0 0
5 | ma 7 Téo?f:? l 4%3 11(\)16 1(2)4 0 0
3 | mb 7 T(;O?f:? l 4%3 11(\)16 1(2)4 0 0
3 | me 7 TGO?? l 4(53 11(\)16 1(2)4 0 0
3 | md 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 | me 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 | mi 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 e 7 Teso?f:? l 4%3 11(\)16 1(2)4 0 0
3 mh 7 TGO?f; l 433 11(\)16 1(2)4 0 0
3 i 7 Teso?f:? l 4(0]3 11(\)16 1(2)4 0 0
3 ) & 1;30;; 1 4(033 11(\)16 1(2)4 0 0
3 mk & 1;30;3? 1 4(01:3 11§6 1(2)4 0 0
3 ml 7 1;50;; 1 4%3 115]6 1(2)4 0 0
3 | mm 7 1;50?}; 1 4%3 11(\)16 1(2)4 0 0
3 i & 1;50;; 1 4(033 11(\)16 1(2)4 0 0
3 o 7 1;50;; 1 4(033 11(\)16 1C2)4 0 0
3 mp 7 T603t§1, 1 4(033 118]6 1(2)4 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
3 mq & Te;ozst; l 433 11(\)16 1(2)4 0 0
3 s & T(;O;; l 4%3 11(316 1(2)4 0 0
3 | mt 7 T(;Ogt; l 4%3 11(\)16 1(2)4 0 0
s m 7 T(;O;?)a l 4%3 11(\)16 1(2)4 0 0
3 v 7 Tg);; l 4%3 11(\)16 1(2)4 0 0
S| mw 7 Téo?f:? l 4%3 11(\)16 1(2)4 0 0
S| mx 7 T(;O?f:? l 4%3 11(\)16 1(2)4 0 0
S| my 7 TGO?? l 4(53 11(\)16 1(2)4 0 0
3| mz 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 | ma 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 | mb 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 He 7 Teso?f:? l 4%3 11(\)16 1(2)4 0 0
3 nd 7 TGO?f; l 433 11(\)16 1(2)4 0 0
3 He 7 Teso?f:? l 4(0]3 11(\)16 1(2)4 0 0
3 nf & 1;30;; 1 4(033 11(\)16 1(2)4 0 0
3 ne & 1;30;3? 1 4(01:3 11§6 1(2)4 0 0
3 nh 7 1;50;; 1 4%3 115]6 1(2)4 0 0
3 i 7 1;50?}; 1 4%3 11(\)16 1(2)4 0 0
3 ) & 1;50;; 1 4(033 11(\)16 1(2)4 0 0
3 nk 7 1;50;; 1 4(033 11(\)16 1C2)4 0 0
3 ol 7 T603t§1, 1 4(033 118]6 1(2)4 0 0
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Mol | Chain | Residues Atoms AltConf | Trace
3 S & Te;ozst; l 433 11(\)16 1(2)4 0 0
3 i & T(;O;; l 4%3 11(316 1(2)4 0 0
3 1o 7 T(;Ogt; l 4%3 11(\)16 1(2)4 0 0
s P 7 T(;O;?)a l 4%3 11(\)16 1(2)4 0 0
3 nd 7 Tg);; l 4%3 11(\)16 1(2)4 0 0
S| s 7 Téo?f:? l 4%3 11(\)16 1(2)4 0 0
S| 7 T(;O?f:? l 4%3 11(\)16 1(2)4 0 0
3 | mu 7 TGO?? l 4(53 11(\)16 1(2)4 0 0
S| ow 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
S| nw 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
S| 7 T60;§ l 4%3 11(\)16 1C2)4 0 0
3 w 7 Teso?f:? l 4%3 11(\)16 1(2)4 0 0
3 1 7 TGO?f; l 433 11(\)16 1(2)4 0 0
3 o 7 Teso?f:? l 4(0]3 11(\)16 1(2)4 0 0
3 ob & 1;30;; 1 4(033 11(\)16 1(2)4 0 0
3 ¢ & 1;30;3? 1 4(01:3 11§6 1(2)4 0 0
3 od 7 1;50;; 1 4%3 115]6 1(2)4 0 0
3 ¢ 7 1;50?}; 1 4%3 11(\)16 1(2)4 0 0
3 of & 1;50;; 1 4(033 11(\)16 1(2)4 0 0
3 08 7 1;50;; 1 4(033 11(\)16 1C2)4 0 0

There are 344 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment | Reference
hp 4 ALA THR conflict UNP P03715
hp 28 VAL ILE conflict UNP P03715
hq 4 ALA THR conflict UNP P03715
hq 28 VAL ILE conflict UNP P03715
hr 4 ALA THR conflict UNP P03715
hr 28 VAL ILE conflict UNP P03715
hs 4 ALA THR conflict UNP P03715
hs 28 VAL ILE conflict UNP P03715
ht 4 ALA THR conflict UNP P03715
ht 28 VAL ILE conflict UNP P03715
hu 4 ALA THR conflict UNP P03715
hu 28 VAL ILE conflict UNP P03715
hv 4 ALA THR conflict UNP P03715
hv 28 VAL ILE conflict UNP P03715
hw 4 ALA THR conflict UNP P03715
hw 28 VAL ILE conflict UNP P03715
hx 4 ALA THR conflict UNP P03715
hx 28 VAL ILE conflict UNP P03715
hy 4 ALA THR conflict UNP P03715
hy 28 VAL ILE conflict UNP P03715
hz 4 ALA THR conflict UNP P03715
hz 28 VAL ILE conflict UNP P03715
ia 4 ALA THR conflict UNP P03715
ia 28 VAL ILE conflict UNP P03715
ib 4 ALA THR conflict UNP P03715
ib 28 VAL ILE conflict UNP P03715
ic 4 ALA THR conflict UNP P03715
ic 28 VAL ILE conflict UNP P03715
id 4 ALA THR conflict UNP P03715
id 28 VAL ILE conflict UNP P03715
ie 4 ALA THR conflict UNP P03715
ie 28 VAL ILE conflict UNP P03715
if 4 ALA THR conflict UNP P03715
if 28 VAL ILE conflict UNP P03715
ig 4 ALA THR conflict UNP P03715
ig 28 VAL ILE conflict UNP P03715
ih 4 ALA THR conflict UNP P03715
ih 28 VAL ILE conflict UNP P03715
ii 4 ALA THR conflict UNP P03715
i1 28 VAL ILE conflict UNP P03715
ij 4 ALA THR conflict UNP P03715
ij 28 VAL ILE conflict UNP P03715
ik 4 ALA THR conflict UNP P03715

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

Chain | Residue | Modelled | Actual | Comment | Reference
ik 28 VAL ILE conflict UNP P03715
il 4 ALA THR conflict UNP P03715
il 28 VAL ILE conflict UNP P03715
im 4 ALA THR conflict UNP P03715
im 28 VAL ILE conflict UNP P03715
in 4 ALA THR conflict UNP P03715
in 28 VAL ILE conflict UNP P03715
io 4 ALA THR conflict UNP P03715
io 28 VAL ILE conflict UNP P03715
ip 4 ALA THR conflict UNP P03715
ip 28 VAL ILE conflict UNP P03715
iq 4 ALA THR conflict UNP P03715
iq 28 VAL ILE conflict UNP P03715
ir 4 ALA THR conflict UNP P03715
ir 28 VAL ILE conflict UNP P03715
is 4 ALA THR conflict UNP P03715
is 28 VAL ILE conflict UNP P03715
it 4 ALA THR conflict UNP P03715
it 28 VAL ILE conflict UNP P03715
iu 4 ALA THR conflict UNP P03715
iu 28 VAL ILE conflict UNP P03715
iv 4 ALA THR conflict UNP P03715
iv 28 VAL ILE conflict UNP P03715
iw 4 ALA THR conflict UNP P03715
iw 28 VAL ILE conflict UNP P03715
ix 4 ALA THR conflict UNP P03715
ix 28 VAL ILE conflict UNP P03715
iy 4 ALA THR conflict UNP P03715
iy 28 VAL ILE conflict UNP P03715
iz 4 ALA THR conflict UNP P03715
iz 28 VAL ILE conflict UNP P03715
ja 4 ALA THR conflict UNP P03715
ja 28 VAL ILE conflict UNP P03715
jb 4 ALA THR conflict UNP P03715
jb 28 VAL ILE conflict UNP P03715
jc 4 ALA THR conflict UNP P03715
jc 28 VAL ILE conflict UNP P03715
jd 4 ALA THR conflict UNP P03715
jd 28 VAL ILE conflict UNP P03715
je 4 ALA THR conflict UNP P03715
je 28 VAL ILE conflict UNP P03715
jf 4 ALA THR conflict UNP P03715

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

Chain | Residue | Modelled | Actual | Comment | Reference
jf 28 VAL ILE conflict UNP P03715
jg 4 ALA THR conflict UNP P03715
jg 28 VAL ILE conflict UNP P03715
jh 4 ALA THR conflict UNP P03715
jh 28 VAL ILE conflict UNP P03715
ji 4 ALA THR conflict UNP P03715
ji 28 VAL ILE conflict UNP P03715
jj 4 ALA THR conflict UNP P03715
jj 28 VAL ILE conflict UNP P03715
jk 4 ALA THR conflict UNP P03715
jk 28 VAL ILE conflict UNP P03715
jl 4 ALA THR conflict UNP P03715
jl 28 VAL ILE conflict UNP P03715
jm 4 ALA THR conflict UNP P03715
jm 28 VAL ILE conflict UNP P03715
jn 4 ALA THR conflict UNP P03715
jn 28 VAL ILE conflict UNP P03715
jo 4 ALA THR conflict UNP P03715
jo 28 VAL ILE conflict UNP P03715
ip 4 ALA THR conflict UNP P03715
ip 28 VAL ILE conflict UNP P03715
jq 4 ALA THR conflict UNP P03715
jq 28 VAL ILE conflict UNP P03715
jr 4 ALA THR conflict UNP P03715
jr 28 VAL ILE conflict UNP P03715
js 4 ALA THR conflict UNP P03715
js 28 VAL ILE conflict UNP P03715
jt 4 ALA THR conflict UNP P03715
jt 28 VAL ILE conflict UNP P03715
ju 4 ALA THR conflict UNP P03715
ju 28 VAL ILE conflict UNP P03715
jv 4 ALA THR conflict UNP P03715
jv 28 VAL ILE conflict UNP P03715
jw 4 ALA THR conflict UNP P03715
jw 28 VAL ILE conflict UNP P03715
jx 4 ALA THR conflict UNP P03715
jx 28 VAL ILE conflict UNP P03715
jy 4 ALA THR conflict UNP P03715
jy 28 VAL ILE conflict UNP P03715
jz 4 ALA THR conflict UNP P03715
jz 28 VAL ILE conflict UNP P03715
ka 4 ALA THR conflict UNP P03715

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

Chain | Residue | Modelled | Actual | Comment | Reference
ka 28 VAL ILE conflict UNP P03715
kb 4 ALA THR conflict UNP P03715
kb 28 VAL ILE conflict UNP P03715
ke 4 ALA THR conflict UNP P03715
ke 28 VAL ILE conflict UNP P03715
kd 4 ALA THR conflict UNP P03715
kd 28 VAL ILE conflict UNP P03715
ke 4 ALA THR conflict UNP P03715
ke 28 VAL ILE conflict UNP P03715
kf 4 ALA THR conflict UNP P03715
kf 28 VAL ILE conflict UNP P03715
kg 4 ALA THR conflict UNP P03715
kg 28 VAL ILE conflict UNP P03715
kh 4 ALA THR conflict UNP P03715
kh 28 VAL ILE conflict UNP P03715
ki 4 ALA THR conflict UNP P03715
ki 28 VAL ILE conflict UNP P03715
kj 4 ALA THR conflict UNP P03715
kj 28 VAL ILE conflict UNP P03715
kk 4 ALA THR conflict UNP P03715
kk 28 VAL ILE conflict UNP P03715
kl 4 ALA THR conflict UNP P03715
kl 28 VAL ILE conflict UNP P03715
km 4 ALA THR conflict UNP P03715
km 28 VAL ILE conflict UNP P03715
kn 4 ALA THR conflict UNP P03715
kn 28 VAL ILE conflict UNP P03715
ko 4 ALA THR conflict UNP P03715
ko 28 VAL ILE conflict UNP P03715
kp 4 ALA THR conflict UNP P03715
kp 28 VAL ILE conflict UNP P03715
kq 4 ALA THR conflict UNP P03715
kq 28 VAL ILE conflict UNP P03715
kr 4 ALA THR conflict UNP P03715
kr 28 VAL ILE conflict UNP P03715
ks 4 ALA THR conflict UNP P03715
ks 28 VAL ILE conflict UNP P03715
kt 4 ALA THR conflict UNP P03715
kt 28 VAL ILE conflict UNP P03715
ku 4 ALA THR conflict UNP P03715
ku 28 VAL ILE conflict UNP P03715
kv 4 ALA THR conflict UNP P03715

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

Chain | Residue | Modelled | Actual | Comment | Reference
kv 28 VAL ILE conflict UNP P03715
kw 4 ALA THR conflict UNP P03715
kw 28 VAL ILE conflict UNP P03715
kx 4 ALA THR conflict UNP P03715
kx 28 VAL ILE conflict UNP P03715
ky 4 ALA THR conflict UNP P03715
ky 28 VAL ILE conflict UNP P03715
kz 4 ALA THR conflict UNP P03715
kz 28 VAL ILE conflict UNP P03715
la 4 ALA THR conflict UNP P03715
la 28 VAL ILE conflict UNP P03715
b 4 ALA THR conflict UNP P03715
b 28 VAL ILE conflict UNP P03715
lc 4 ALA THR conflict UNP P03715
lc 28 VAL ILE conflict UNP P03715
1d 4 ALA THR conflict UNP P03715
1d 28 VAL ILE conflict UNP P03715
le 4 ALA THR conflict UNP P03715
le 28 VAL ILE conflict UNP P03715
If 4 ALA THR conflict UNP P03715
If 28 VAL ILE conflict UNP P03715
lg 4 ALA THR conflict UNP P03715
lg 28 VAL ILE conflict UNP P03715
lh 4 ALA THR conflict UNP P03715
lh 28 VAL ILE conflict UNP P03715
li 4 ALA THR conflict UNP P03715
li 28 VAL ILE conflict UNP P03715
1j 4 ALA THR conflict UNP P03715
1j 28 VAL ILE conflict UNP P03715
1k 4 ALA THR conflict UNP P03715
1k 28 VAL ILE conflict UNP P03715
11 4 ALA THR conflict UNP P03715
11 28 VAL ILE conflict UNP P03715
Im 4 ALA THR conflict UNP P03715
Im 28 VAL ILE conflict UNP P03715
In 4 ALA THR conflict UNP P03715
In 28 VAL ILE conflict UNP P03715
lo 4 ALA THR conflict UNP P03715
lo 28 VAL ILE conflict UNP P03715
Ip 4 ALA THR conflict UNP P03715
Ip 28 VAL ILE conflict UNP P03715
lq 4 ALA THR conflict UNP P03715

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

Chain | Residue | Modelled | Actual | Comment | Reference
lq 28 VAL ILE conflict UNP P03715
Ir 4 ALA THR conflict UNP P03715
Ir 28 VAL ILE conflict UNP P03715
Is 4 ALA THR conflict UNP P03715
Is 28 VAL ILE conflict UNP P03715
It 4 ALA THR conflict UNP P03715
It 28 VAL ILE conflict UNP P03715
lu 4 ALA THR conflict UNP P03715
lu 28 VAL ILE conflict UNP P03715
lv 4 ALA THR conflict UNP P03715
v 28 VAL ILE conflict UNP P03715
lw 4 ALA THR conflict UNP P03715
lw 28 VAL ILE conflict UNP P03715
Ix 4 ALA THR conflict UNP P03715
Ix 28 VAL ILE conflict UNP P03715
ly 4 ALA THR conflict UNP P03715
ly 28 VAL ILE conflict UNP P03715
1z 4 ALA THR conflict UNP P03715
1z 28 VAL ILE conflict UNP P03715
ma 4 ALA THR conflict UNP P03715
ma 28 VAL ILE conflict UNP P03715
mb 4 ALA THR conflict UNP P03715
mb 28 VAL ILE conflict UNP P03715
me 4 ALA THR conflict UNP P03715
me 28 VAL ILE conflict UNP P03715
md 4 ALA THR conflict UNP P03715
md 28 VAL ILE conflict UNP P03715
me 4 ALA THR conflict UNP P03715
me 28 VAL ILE conflict UNP P03715
mf 4 ALA THR conflict UNP P03715
mf 28 VAL ILE conflict UNP P03715
mg 4 ALA THR conflict UNP P03715
mg 28 VAL ILE conflict UNP P03715
mh 4 ALA THR conflict UNP P03715
mh 28 VAL ILE conflict UNP P03715
mi 4 ALA THR conflict UNP P03715
mi 28 VAL ILE conflict UNP P03715
mj 4 ALA THR conflict UNP P03715
mj 28 VAL ILE conflict UNP P03715
mk 4 ALA THR conflict UNP P03715
mk 28 VAL ILE conflict UNP P03715
ml 4 ALA THR conflict UNP P03715

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

Chain | Residue | Modelled | Actual | Comment | Reference
ml 28 VAL ILE conflict UNP P03715
mm 4 ALA THR conflict UNP P03715
mimn 28 VAL ILE conflict UNP P03715
mn 4 ALA THR conflict UNP P03715
mn 28 VAL ILE conflict UNP P03715
mo 4 ALA THR conflict UNP P03715
mo 28 VAL ILE conflict UNP P03715
mp 4 ALA THR conflict UNP P03715
mp 28 VAL ILE conflict UNP P03715
mq 4 ALA THR conflict UNP P03715
mq 28 VAL ILE conflict UNP P03715
ms 4 ALA THR conflict UNP P03715
ms 28 VAL ILE conflict UNP P03715
mt 4 ALA THR conflict UNP P03715
mt 28 VAL ILE conflict UNP P03715
mu 4 ALA THR conflict UNP P03715
mu 28 VAL ILE conflict UNP P03715
mv 4 ALA THR conflict UNP P03715
mv 28 VAL ILE conflict UNP P03715
mw 4 ALA THR conflict UNP P03715
mw 28 VAL ILE conflict UNP P03715
mx 4 ALA THR conflict UNP P03715
mx 28 VAL ILE conflict UNP P03715
my 4 ALA THR conflict UNP P03715
my 28 VAL ILE conflict UNP P03715
mz 4 ALA THR conflict UNP P03715
mz 28 VAL ILE conflict UNP P03715
na 4 ALA THR conflict UNP P03715
na 28 VAL ILE conflict UNP P03715
nb 4 ALA THR conflict UNP P03715
nb 28 VAL ILE conflict UNP P03715
nc 4 ALA THR conflict UNP P03715
nc 28 VAL ILE conflict UNP P03715
nd 4 ALA THR conflict UNP P03715
nd 28 VAL ILE conflict UNP P03715
ne 4 ALA THR conflict UNP P03715
ne 28 VAL ILE conflict UNP P03715
nf 4 ALA THR conflict UNP P03715
nf 28 VAL ILE conflict UNP P03715
ng 4 ALA THR conflict UNP P03715
ng 28 VAL ILE conflict UNP P03715
nh 4 ALA THR conflict UNP P03715
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Continued from previous page...

Chain | Residue | Modelled | Actual | Comment | Reference
nh 28 VAL ILE conflict UNP P03715
ni 4 ALA THR conflict UNP P03715
ni 28 VAL ILE conflict UNP P03715
nj 4 ALA THR conflict UNP P03715
nj 28 VAL ILE conflict UNP P03715
nk 4 ALA THR conflict UNP P03715
nk 28 VAL ILE conflict UNP P03715
nl 4 ALA THR conflict UNP P03715
nl 28 VAL ILE conflict UNP P03715
nm 4 ALA THR conflict UNP P03715
nm 28 VAL ILE conflict UNP P03715
nn 4 ALA THR conflict UNP P03715
nn 28 VAL ILE conflict UNP P03715
no 4 ALA THR conflict UNP P03715
no 28 VAL ILE conflict UNP P03715
np 4 ALA THR conflict UNP P03715
np 28 VAL ILE conflict UNP P03715
nq 4 ALA THR conflict UNP P03715
nq 28 VAL ILE conflict UNP P03715
ns 4 ALA THR conflict UNP P03715
ns 28 VAL ILE conflict UNP P03715
nt 4 ALA THR conflict UNP P03715
nt 28 VAL ILE conflict UNP P03715
nu 4 ALA THR conflict UNP P03715
nu 28 VAL ILE conflict UNP P03715
nv 4 ALA THR conflict UNP P03715
nv 28 VAL ILE conflict UNP P03715
nw 4 ALA THR conflict UNP P03715
nw 28 VAL ILE conflict UNP P03715
nx 4 ALA THR conflict UNP P03715
nx 28 VAL ILE conflict UNP P03715
ny 4 ALA THR conflict UNP P03715
ny 28 VAL ILE conflict UNP P03715
nz 4 ALA THR conflict UNP P03715
nz 28 VAL ILE conflict UNP P03715
04 4 ALA THR conflict UNP P03715
oa 28 VAL ILE conflict UNP P03715
ob 4 ALA THR conflict UNP P03715
ob 28 VAL ILE conflict UNP P03715
oc 4 ALA THR conflict UNP P03715
oc 28 VAL ILE conflict UNP P03715
od 4 ALA THR conflict UNP P03715
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Continued from previous page...

Chain | Residue | Modelled | Actual | Comment | Reference
od 28 VAL ILE conflict UNP P03715
oe 4 ALA THR conflict UNP P03715
oe 28 VAL ILE conflict UNP P03715
of 4 ALA THR conflict UNP P03715
of 28 VAL ILE conflict UNP P03715
og 4 ALA THR conflict UNP P03715
og 28 VAL ILE conflict UNP P03715
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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.
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18%
Chain au: 86% S 2%

A AR R I 2 - E B 2 B B B E B E - B EE BN - BB

Q@D © S G OO O VOO G O VO G VV9POC OO O OO O O O > O > o o

B3 aaEE ippligiiiil ggogigh paga

QS © O O OO G OO O VO VO G O G O O O OO OO O O > o

D199

1254
E260
R344
W345

Y450

e Molecule 1: Major capsid protein
13%
. [— —
Chain av: 86% 2%

PO © GO & O G O GO O O O G OGO O OO O OO O 9% o0 > O

PO 9O & & 90 G O G O G OGO OO OO O 2O 20 o o

i+

e & ©

Ll

e Molecule 1: Major capsid protein

10%
. _ I
Chain aw: 87% S 12%

®  © & & O O 00 O O O O oo e & o o @ & 0O & o o

B

T187
1254



Page 52 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@ © & O O O GO OO OO OO < & oo

e Molecule 1: Major capsid protein

12%

[— ——
Chain ax: 87% S 12%
OGSO S S S S S S S S OO * 000 © © & o

E234
1254

B

LR 3 B E B E R E R E N E T E E R X - EEENE - B E -2 X2 2

< & &

w345

e Molecule 1: Major capsid protein
7%
Chain ay: — 86% ST

L AR 35 BB IR 2 2 2 2 2 2 R 2 2 2 2 2 R I 2 4 < & & o0

L pra TR RIRRIREREEE 3 0

O & & & O O O OO oo

B

e Molecule 1: Major capsid protein

A94

E142
D199
1254
E305

w345

5%
. - I
Chain az: 87% S 12%

< & &

¢

L 2E 2R K B R N B B I I - B I ® & & °

e

Y395

P

e Molecule 1: Major capsid protein



Page 53 wwPDB EM Validation Summary Report EMD-32109, 7VS5

8%
. I ——
Chain ba: 87% S 12%

OO © © & & O O G O OGO VOO O O O OO o o ® & <

i

M250
|
1254

< & & < < @  © 0O o o <>

- L

e Molecule 1: Major capsid protein

w345
Y395
P483

11%

. [— e
Chain bb: 86% 1%

o db BB 2 2R 2 I I I R B B I - B B B N T T I h <
<

<>

1

@ & & o o @ & 0O ° @D OO O & O GO0 OO o o o

LRI &1

e Molecule 1: Major capsid protein

R495

8%
. I ——
Chain bec: 86% S 12%

@  © 00O o o L 2R R C - 38 B IR O I 2 2 e @ © & O O oo

L3y pamaay

@  © & O & 9000 o o

-

e Molecule 1: Major capsid protein

7%

. .
Chain bd: 87% 12%

@  © & O O O O GO G O 0O O O O O o o @  © & O O oo




Page 54 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 1: Major capsid protein
7%
Chain be: 86% S

r o b BB JE 2B 2 2 2 I - B B 4 @ & & & o o @ & & o o

Hg
®  © & O o o <>
<

e Molecule 1: Major capsid protein

1254
w345

R495

A493

6%
. [— ——
Chain bf: 86% S 12%

@ OO & O VO O O O OGO OO o < & & o

¢

E237
M250
1254
W345
E360
Y395

i

e Molecule 1: Major capsid protein
7%
Chain bg: — 86% T 7

<> @  © & S O O G OO O OO oo <> ® & <
<
gm

* o o

L 3

e Molecule 1: Major capsid protein

D199
1254
E305
R344
w345

@ & 0O & O o o

S487
R495

7%
. [— ——
Chain bh: 86% S 12%




Page 55 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@ 0O & & O O o0 o @  © & & 0 o o o ® © & & O O oo

FHA

e Molecule 1: Major capsid protein

E142
1254

w345
E372
Y395
D432

6%
. . |— ——
Chain bi: 86% 1%

L3R R 2B R B 2 B N I 2 < & & o
<& < & <&

> o o0 0o o
e Molecule 1: Major capsid protein

E67
A94
D151
1254
E360

Y395
D432

L iiia

6%
. . —
Chain bj: 87% .12%

@  © 90O & G O O O O OO o ® © & O O OO oo

SRIRIRERIRIRE 3 )

D199

1254
w345
Y395

‘I
> & o

i

e Molecule 1: Major capsid protein

7%

. [— —
Chain bk: 86% S 12%

@  © OO & O G VG O G OGO oo @  © & S & oo

-

D199
1254

@  © & & o0 o

R344
w345

i

e Molecule 1: Major capsid protein

i



Page 56 wwPDB EM Validation Summary Report EMD-32109, 7VS5

5%

Chain bl: 86% R 7

LR R 2B I 2 T 2 2 I 2 I 2 I 2 ® & & o <>

i

E360

i

A94
|
N105
1254
w345

< < h

L

e Molecule 1: Major capsid protein

‘ 4.
R495

7%

. —

Chain bm: 86% S 2%
IR IR R R II I I I IEE IR TI I I I * o o
- << =

* e © o 0 0o oo
e Molecule 1: Major capsid protein

6%
Chain bn: 86% 1%

L2 4 © © & S O OO OO O S0 oo @  © & O O o0 < @

BRI - B -

@ O & o o

D199

e Molecule 1: Major capsid protein
6%
Chain bo: T 86% ST

@ © S O O oo <> <>

@  © & & 0O 0O O O o o o

A




Page 57 wwPDB EM Validation Summary Report EMD-32109, 7VS5

D432
5487
R495

ik
e Molecule 1: Major capsid protein

5%

. | ——
Chain bp: 86% S12%
> o o o 00 0o © S S S 6 S S SO S 00O O oo

i

e Molecule 1: Major capsid protein

1254

LLIRIE BN EEE RERED

A269
w345
Y395

R495
R514

14%
. I ——
Chain bq: 87% . 12%

@  © © O 0O O O O O O OO O OO OO OO O o o b & 4

QS © © & O SO O VO O O O oo L 2R R R 2 B I C I I A A o o

1254

W345

®  © & & o0 o

< & <&

e Molecule 1: Major capsid protein

P501
S502

11%

. I ——
Chain br: 86% 1%

QD © © G OO O VO O O O O OO O O GO VOO OO GO O O O %0 o

I-I-I-I-I-I-I- i

e Molecule 1: Major capsid protein

@  © & O & O O OO

LRIRIRIRNE 1

1254
R279
T324
R344
w345
E363



Page 58 wwPDB EM Validation Summary Report EMD-32109, 7VS5

12%
. I ——
Chain bs: 87% 2%

o & © @  © & O 0O O O % o o ® © & S & O O oo

BRI

L AR 5 2 2 2 2 I 2 I IR A - 2 I - 2 A 4 @  © & & O OO O O oo

D199
1254

A94

w345
Y395

< & OO

e Molecule 1: Major capsid protein

16%
Chain bt: 86% 2%

o & LR SR IR I B O L EE R E RN e e E R R EE R
-E

* <& QD OO & O O O VOO GO O O O O OO O O o oo @ & & oo

i O A -

<> @ © & O O O VO GO O O OO OO O o0
&
3

1254
w345

Y395
R495

e Molecule 1: Major capsid protein

27%
. . S —
Chain bu: 86% 2%

Q@ © © & S O O COPPO VO O O VO VPOV 9O OO O 2O 2% o

PO © & 900 O VPP PG G0 O O V00 O O O O O OO O %O O OO %0

E249
1254

QD © O OO O P00 G GO O 90O O O O O o o o L 2 < & & O o .



Page 59 wwPDB EM Validation Summary Report EMD-32109, 7VS5

Q@ © © O O OO CPOPPO G VOO G O VOGO 9O O OO O OO % o o

e Molecule 1: Major capsid protein
18%
Chain bv: 87% S 12%

Q@ © GO & O VGO GO O G O O O VOO VOO OO O OO O o o o

@  © 0O 0O O o oo © © OO 0O O O O O VO O O VO O O O O S0

<& PO & & 9O & VO 900 O o0 o @  © & 0O 0 O o o

1

e Molecule 1: Major capsid protein

1254
W345

Y395
Y449

11%

Chain bw: 87% 2%

LR 3 LB B R R B E B R B EEEEEEEEEENR. <>

T

@ 90O & O & O O OO OO <>

L

1254

@  © 0O 0O & O o o o

R495

e Molecule 1: Major capsid protein

16%

I ——
Chain bx: 86% 2%

L AR R JE 2 B 2 B B B N E N E S B BN Tl N
~ i ey

© 0O & SO V00 G G S O G G O OGO OO OO OO O O oo

HHHEHHHHH



Page 60 wwPDB EM Validation Summary Report EMD-32109, 7VS5

< & & o

i

< 0O o OO & & & O o o

-

e Molecule 1: Major capsid protein

Y395
D432
P483
5487
R495

> o
8%
Chain by: 86% 2%

L 2B 2R 2R IR R B E R E X E B XN 2 E X 2 T A

<
)
<

< & & b & 4 ® © & O O OO0

e Molecule 1: Major capsid protein

1254
|
A269

R253

< & &

D199

w345
Y395
5487

9%
. I ——
Chain bz: 86% 2%

@  © & & S O OGO OO OO o0 o @ 0O o o <> oo
<

@  © & & O S O O O oo e © & & O O O o o

%

E142
M153
D199
1254

w345
Y395
R495

e Molecule 1: Major capsid protein

9%

Chain ca: 86% 2%

@  © OO & O G O O OO OO %SO O O O ® © & O O oo

R253
1254

® S 066 6 6 6 6 © S 6 S S S S o oo
e Molecule 1: Major capsid protein
8%
Chainch: T 87% ST




Page 61 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@  © & 0O & GO O O OO O O o o o @  © 0O & O o o <>

L 53 By BN RN 2 REEEY BIRIRE)

®* & < PO & & 0O & o o o L 4

LL

M250
1254
w345

Y395
P483

e Molecule 1: Major capsid protein
11%
. _ I
Chain cc: 87% ST12%

Q@ © © OO O GO O O G O O OGO G V%% CO O O O OO OO o o

B

© © & O O O VO VO O O O oo ® © & O O O OO0

i

e Molecule 1: Major capsid protein

D199
1254

w345
Y395

7%

Chain cd: 86% %

@ OO O & V0O G O O O O OO 9O O O o o < & & o < <

L LRIRENIIERE

@  © & & O oo <>

L

e Molecule 1: Major capsid protein

Y395
R514

7%
3 . _ I
. ‘0 . (]
Chain ce 86% 12%

< <& @  © © O & O O SO O o0 o o

@  © & 0O O O O oo

“m
> & o * < > & o b < > <

IRl E )

e Molecule 1: Major capsid protein

D432

M471

w345
Y395



Page 62 wwPDB EM Validation Summary Report EMD-32109, 7VS5

7%
Chain cf: 87% 12%

< < @  © & S O O OO @  © & O O O O oo

©® © & & O O O OO o0 o

A94
1254

e Molecule 1: Major capsid protein
12%
Chain cg: 87% ST%

PO © © & & OO V00 O O GO G O GO OO GO OO OO <>

1254

L3 B A E B E E 2 E B E 22 EE ENEEE N ®  © & & O O oo
&
S

Y395

=+

e Molecule 1: Major capsid protein
10%
Chainch: T 87% S

@S © S OO O G OO O O O O OO OO OO O O OO O OO

1254

@ & & & 0O o @ & & 0O o < & LN R R R B I I -

R

e Molecule 1: Major capsid protein

w345
Y395
D432

18%
— ——
Chain ci: 87% S 12%




Page 63 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@ COO & & & OO O O O VOO C O OGO O OO O 9%%CO O O o o o

PO © GO GO & & GO G G G O GO %G 0% > GO > o > o o < & oo

LL & 3

1254
E305
W345

PO © GO & & O G O O OO VPO OO 9O O O o0 o

R495

e Molecule 1: Major capsid protein
24%
Chain cj: 86% ST

PO & © & & GO GO0 P O O O O VOGO 90O G O O O OO O S0

COOP © & & & 00 & O G O VO VO G G O OO OO O O O O o o o

SO 0O & o o @ & & o0 o @ & & o0 @  © 0O & O O oo

O SNRERNEL BEE B G E BM1 3

PO @& O 90O 0 O P00 G 990 O O OO o o o

e Molecule 1: Major capsid protein

16%
. I —
Chain ck: 87% S12%

PO © & & & O G O O VO O OO O VOGO O GO OGO OO O OO O S0

Sy
[}
<

PO & & 0O & O O OO O %% o @  © & O O O O O %% o <* <&

S rriEnENE amEi}

o & ©® © & S G O 0O O O OO O o o

w345

e Molecule 1: Major capsid protein



Page 64 wwPDB EM Validation Summary Report EMD-32109, 7VS5

8%
. I —
Chain cl: 86% O 12%

@ © 0O & o0 @  © & O O O OO O O OO oo @ & & O o

E142
D199
1254

® © & o o o @ 0O & o0 o < & <

21B10 3 B aERG

e Molecule 1: Major capsid protein

w345
Y395
S487
R495

9%

. _ I
Chain cm: 86% 1%

O & & & 00 & G G0 G O O O OO O O o o o

D199

@  © & & O O oo

 aaEniaEs

LB IR R IR I IR B 2 2 & 4

: L

e Molecule 1: Major capsid protein

11%
. [— —
Chain cn: 87% 2%

L3R 2 B B E B E N B E 2 E RN @ 0O O o < O o

PO © & & O O OO OGO @ 0O o o o * <&

-

<* <&

e Molecule 1: Major capsid protein
13%
‘ . I ——
Chain co: 86% S12%




Page 65 wwPDB EM Validation Summary Report EMD-32109, 7VS5

< & < ©® OO & 90O O O O G O G O G OO VOO OO o0 o hd
Sy

©® © & & 0O O O 0O O o0 o @ 0O & S O S OO OO

D199
1254

R344
w345

@ & & 0O O o o <>

%

e Molecule 1: Major capsid protein

R514

R495

16%
. I ——
Chain cp: 87% S 12%

QS OO & O O O O O OO O VOGO O G O VOGO O O O %% o> o o

1254

OO & & 0O & & O VO G O VO O OO O O O O O O oo < 0O & o

Y395

> & o
Hg
3

e Molecule 1: Major capsid protein

@ 0O & & O S O O O oo

19%
Chain cq: 86% 0%

O & & & & O O O %% o o

PO © & 900 O & O VO SO %0

D199

OO 0O & & O o o o @ © O 0O OO G O O O O O O OO 200 oo

PO & & GO G0 O O O OO oo

&> oo

PO © & 0O & O 0O O O O o o

L AiE BRI BIE 1B

e Molecule 1: Major capsid protein



Page 66 wwPDB EM Validation Summary Report EMD-32109, 7VS5

24%
. e
Chain cr: 87%

<  © & & o o COO & & O CO0PPPO & O G O O O OO OO O O oo

A94

SO © & 90O 0O VO VO O GO O O O o o o PO O 900G 00O O o o

1254
E297

@D © © OO G O OO O VO VO OO O O 0% O O > o o @  © 00O & o0

QL © © G O O VOO G O O OO OO O O OO O O oo

e Molecule 1: Major capsid protein

30%
. .
Chain cs: 87%

PO © © & G O O GO VO GO0 G O V900G O O V%% O 9O > O S0

COPOPPP & & & O V0P PPPPG O G0 G0 G0 O O O O O O O 9% o0 o

B\
re
I3
-

D199

PO S0P 0O & O oo

Q@D © @ O G OO VG O VOO O O V90O G0 o o

o
Sy
a

e Molecule 1: Major capsid protein

15%
. I
Chain ct: 86%

——
. 12%



Page 67 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@ © & O G0 O O O GO O O O O O VO VOGO O O V90O oo o
~
-8

O & & & o o LR R SR R R 2 2 2 2R I L L - I - 2

1254
E305
W345

< & & O © & & O O OO0 <>

3
@

Y395

e Molecule 1: Major capsid protein
14%
. ] ——
Chain cu: 87% 2%

LR 2R 2 R E B B B E E EBEENE B " B2 B _E X E - E R

C112
D199

< & & @S © & O O GO G O O OO OO OV O O OO %O O O O o

B

SO & 0O 00O 0 o o <>

e Molecule 1: Major capsid protein

1254
w345

R495

18%
Chain cv: 87% 2%

PO © & & & O O GO O O O VOO O OO O O O O O O OO O S0

© O S O O 900 O O o0 PO © & 9O 9O G S O O OO OO o0 o o

S SO & < <& @  © & O O 0 O o0 o @  © 0O & O O o oo
3
2

e Molecule 1: Major capsid protein

1254

w345
E360
D432

17%
Chain cw: 86% %




Page 68 wwPDB EM Validation Summary Report EMD-32109, 7VS5

PO © & 9O S O O O GO O G OGO OGO OO OO O 0% o o
<
“g

O © & & O 0O O O o0 o @ © & 0O O G O GO O OO %% o o

1254
E305

o
)
-
a

@ & o o OO & & & & O G G O O O OO O o o
2

e Molecule 1: Major capsid protein

w345
E360
D4

5487

® & <

18%
Chain cx: 86% 2%

QD © & O G VPO O O VO VP99 O 90O o0 o ® 0O & O o o

H145

Sy
[}
<

PO & & 90O O O G0 O 90O O O o o @ © 0O & & 0O 00 o o

im
LA A e c B A R B E EE - EEE EE EEE I -2 I <>

3
2

e Molecule 1: Major capsid protein

22%
Chain cy: 86% S

PO © & & O O O O O VO VO O O O O O OO O O O O % o o

QS © & O O O O OO VOO O VG O O O O OO O O VOO 9O O o> o o

D199

© © & & 000 O O oo o @  © & & o0 @  © 9O 0O & O O %0 o



Page 69 wwPDB EM Validation Summary Report EMD-32109, 7VS5

OO & & 00O & O O o0 oo

e Molecule 1: Major capsid protein

Y450
R495

< & <

15%
. [— BT
Chain cz: 87% 2%

@S © & O O O OO O VO O O G O OO O O O O VOO 9990 o o
Ol

<  © & & oo QD © © OO G V0O G O G O O PO OO O OO O O > oo

©® © & S O O OO o o0

1254

R495

e Molecule 1: Major capsid protein

18%

. I ——
Chain da: 87% S 12%

L3R 2R I B B B B E N - B E N AR E R E RS - B E B BN

a2 L E B B B BN - B - BE B EEEEEEEEEESENEENEIN. .

@  © & 0 o o @ © & & GO0 G O O OO O O O O oo

w345
Y395

e Molecule 1: Major capsid protein

11%

. [— e
Chain db: 86% 1%

@ SOO & O VO GO O G O O O O OO O OO OO O O oo

D199



Page 70 wwPDB EM Validation Summary Report EMD-32109, 7VS5

©® O & & & O O 0O O O o o @ & & O o o < & & o

o o
i
e Molecule 1: Major capsid protein
9%
Chain dec: 87% S 12%
IR IR IR IR IR IR IR IR IR IR IIZIM I I IR I I I I I
|

1254
E305

R

S e & o LR R R IR 2B 2 - I I - B 2 T I .

w345

e Molecule 1: Major capsid protein

16%

. —— —
Chain dd: 86% 2%

@  © & S O O OO G OO OO OO O OO V%SO O O >0

LR R I L I R R E B E EE  E XA EE - - E X E2BE_2 2

3

@ OO 0O & O O O o oo @  © 0O & o0 L2 4

1254

R514

— ©
]
= <

e Molecule 1: Major capsid protein

17%
Chain de: 87% %

COPOPPP & & O GO G O O V0 O O O O OO OGO OO O 0% o




Page 71 wwPDB EM Validation Summary Report EMD-32109, 7VS5

LR - B B E B B B B 2 . @ OO & & 0O GO GO GO O OO O O O o o

©® GO GO O O O O OO O O O OO oo * <&

1254
W345

Y395
R495
R514

e Molecule 1: Major capsid protein
16%
Chaindf: fmmr 87% VI

L2 JE 2B I I E I R A e e A N R E E E E B E R A E N _ENE .
m :
<> LR LB B C E BN - E R EEEE E N XN B EEEEEEENE.

3

@  © 0O & O O O O oo @  © & & O O O OO0

1254
D19

W345

Y449

e Molecule 1: Major capsid protein
24%
. . —
Chain dg: 87% . 12%

© OO O G GO0 O O O VG O O O OGO OO G O OO OO 00 o0

QD © OO O VP00 VPP PPG V00 G090 290 O OO O 20O oo @ & & o o
&
a

L3R B B  E B E B N  E B BN X _ B EE N O & & O O oo

1254

w345
E363

L 20 JE 2 R T T IR o - I B 2 2 2 2 2 2 B 4 4
3
2

e Molecule 1: Major capsid protein

22%
. I T
Chain dh: 86% S 12%




Page 72 wwPDB EM Validation Summary Report EMD-32109, 7VS5

PO © OO G0 O G O GO GO G O VOGO O O O %O O O > o o o
<
mg

@ © 9090900 O 00 O O O O o oo PO © & & 0O O O O O OO O o

[
)
—
[=}

1254

PO 9O & 0O SO O O O O O O OO @  © & & 0O & O o0 o o

Y395
D432

@ OO OO O O O O SO O OO O O o o

L 1Nl P

e Molecule 1: Major capsid protein

17%
. . E— —
Chain di: 87% S 12%

Q@ © O O GO0 O O O VOO VO O VGO O O VOO OO OO O O %00

)
—
(=]

COPOPPPOO & & O O O o0 o LR 2R 2R R I 2 I B IR I A e e

PR -

LA R 2 B B2 B B B N 2 E BN - T 2 2. N

<>

1

e Molecule 1: Major capsid protein

11%

. .. I ——
Chain dj: 87% . 12%

PO © & 0O GO GO GO O O O O O O OO OO OO OO O

@ © 0O & O SO O O % O o o

e Molecule 1: Major capsid protein



Page 73 wwPDB EM Validation Summary Report EMD-32109, 7VS5

16%

. I —
Chain dk: 86% C12%

LR A - B B B2 B B B E B2 EEEEEDEENEEINEIE B

D
(o))
—
[=}

< & <& 000000000000000000000000000i

@ 00 & o o OO & & & O O oo

E237

1254
E360
Y395

D432

e Molecule 1: Major capsid protein

19%
. I — ——
Chain dl: 87% S 12%

QS © © O O OO VO VO VPO G G OO OV G O OO OO %0 > o o

D199

Q@S © & OO OO OO O VO O VO G O VOGO O O O O O O %% o o

e}

E249
1254
E30!

<&
%
I <

Q@ OO GO O O O VO GO VO O O G O OO O O OO O O O O OO O o0

e Molecule 1: Major capsid protein
8%
Chain dm: T 86% STw

@  © & & 0 o oo o © © & O 0O O O OO o < & &

HH-

E142
E249

O & & & o o @ & & & O O o o < <&

Ll

R344
w345
E363
R495

e Molecule 1: Major capsid protein
8%
Chain dn: 87% ST




Page 74 wwPDB EM Validation Summary Report EMD-32109, 7VS5

L B B E N E 2 E E R E 2 E R B2 - E B2 E 22N

@ O & S O & O OO <> < <&

1254

f

] w0 o N~
o < © ©
@ fie] i <
] = a 2}

e Molecule 1: Major capsid protein
8%
Chaindo: 86% ST

@  © © & S O O O o o o O & & & O O oo < & & O oo

E &
g s
o oo * S S S S 00 0o e o
e Molecule 1: Major capsid protein
10%
Chain dp: 86% S%

L R SR 2 2R 2R I N E R N E X E X E R N - E 2N N @ & o o
g
-

1254

<
(2}
<

@  © & O O O oo ® © & O O 0 O o oo

R

e Molecule 1: Major capsid protein

w345
E372
R495

i

12%
. L ——
Chain dq: 87% . 12%

< < COO GO & 900 G G O G O 0O O O O OO O O O O oo
<
“g

@  © & & O O O O OO O O oo @ © & O O o ®* & < > & o o

3 R arEal RRREESE BBBEEE ‘BB O3)

1254
w345
Y395
D432



Page 75 wwPDB EM Validation Summary Report EMD-32109, 7VS5

S O © & & & o o

e Molecule 1: Major capsid protein
8%
Chain dr: 87% ST %

@® © & O O O O OGO OO O OO ® O & & O o o
5]

o & © @  © & & O O o0 o

 FEEERRIRNR L

e Molecule 1: Major capsid protein

D19
I254

w345

12%
. [— ——
Chain ds: 87% 2%

LR IR R IR I IR I 2 A A o A A A A A A A A A A e

BRI E

b2 4 @  © & O o oo LR 2R 2 2 I 2 I R I - I 2 o o

e Molecule 1: Major capsid protein

14%
. I ——
Chain dt: 87% S 12%

Q@ © © O VOO GO GO O G G O O OGO OGO OV 99O 9% > o o

~
©
m

® O & & O o o o @  © & & o o0 @  © & & 0O O O % o o o

OO & & & 000 O O o o

e Molecule 1: Major capsid protein



Page 76 wwPDB EM Validation Summary Report EMD-32109, 7VS5

13%
. I —
Chain du: 86% 1%

QO © © O & O O G O O OO O O O OV VP99 %CY O O > o o

D199

@ © & & O oo

B

< & & o ® © & O & O O O OO O oo * <&

E360 @
¢
¢

M250
1254
R344
w345
Y395

e & & & o o

e

e Molecule 1: Major capsid protein

R495

12%
. [— ——
Chain dv: 87% 2%

> PO 9O & & & O G O O OGO OO VO O OO O O OO O > o
<

L 2R 2 B N B R B E B E N E 2 2 2 2 B E N E EE B -2 I - I

i

D199
1254

D463

e Molecule 1: Major capsid protein
12%
Chaindw: T 82% . 17%

COP © & & & O O O OO %0 o
Sy

e & & & O O oo @ © 0O & 0O O O O O O OO O OO oo

-

PO © & S O O OO o

1254
R264
w345

R495

e Molecule 1: Major capsid protein
11%
Chain dx: 86% S




Page 77 wwPDB EM Validation Summary Report EMD-32109, 7VS5

PRI AR AR AR R R Y I R I TIIIIIIIN
3 8

<> @S OO O & O G OGO VO OO O OO OO OO O O o0

i

e Molecule 1: Major capsid protein

C112

M250
1254
w345

9%
. L ——
Chain dy: 86% . 12%

< & o o @S OO & & O G OO O O O O OO OO O %O O oo hd

R101
1254

e & & o o < < @ 0O & & O O O o

LL} L

e Molecule 1: Major capsid protein

R344
w345
Y395
R495

6%
[— —
Chain dz: 87% 2%

L 2R L B B EBE E E X B X 2 B R EE B -2 B T I . <>

1

1254
R344
w345
Y395

@ & & O oo

e Molecule 1: Major capsid protein

6%

- L ]
(] . (]
Chain ea: 87% 12%

©® © & S O OO OO




Page 78 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 1: Major capsid protein

5%

. f— ——
Chain eb: 86% 2%

IR IR IR R E I ERE I I I I IS - -
> o
5
.
e Molecule 1: Major capsid protein
6%
. - I
Chain ec: 86% S 12%

L R SR 2B 2R 2 IR I B R I L 2 2 2 = 4 < < @ © & O O O oo

R

D199
1254
E305
W345

@  © & O o <>

e Molecule 1: Major capsid protein
i
Chain ed: 87% ST

@ & & O O O VO O O V00O O o o o @ & & O O 00 O o o
8 2
2 B

<> @  © & & O o

1

e Molecule 1: Major capsid protein

E142
1254

w345

. f— —
Chain ee: 87% L 12%
® & © 6 S O O O o o o > & © 00 © 6 & o

1254
R344
w345
R495

L



Page 79 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 1: Major capsid protein

) - —
Chain ef: 87% S 12%

@  © & O O oo ® © & 0O O o o o h

LRI IRIRRRID

¢
¢
¢
¢

R344
w345

D432

1

e Molecule 1: Major capsid protein

. - I
Chain eg: 86% 2%

@  © & O O o0 <> ® & <& ® © © O O OO OO o
<
]

e Molecule 1: Major capsid protein

D199
1254
L278
E305
R495

6%
. I ——
Chain eh: 86% 2%

Q® © © O & PP O O O O OO O O O oo o o <>

- -

<
rel
N
=

R341

i
345
|
E372

L1278
T324

©
0
N
B4

< & & o < & &
=

e Molecule 1: Major capsid protein

Y395

6%
. . - I
Chain ei: 86% O 12%

® © & O o o @  © & O O O O OO % o

PR«
HHHH

e Molecule 1: Major capsid protein

1198
1254
E305

E363
5487

Chain ej: 87% C12%



Page 80 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@ © © & & 0 O > oo

* o o * oo o oo
e Molecule 1: Major capsid protein
9%
Chain ek: 86% ST
GO © O 6 S G000 S S S S S S S S S OO * o o o
a =} =] 33
R O R A A R A A A A A A A A N A 3
< © o
e B g
e Molecule 1: Major capsid protein
9%
. _ I
Chain el: 87% < 12%
IR AR A R I I I I I I T I ITII I IS > o o
Jmmd
= H
® S S 6 6 S S S S O 00 S o
wn w0
e g
e Molecule 1: Major capsid protein
11%
. _ I
Chain em: 86% S 12%

O & & & 00 G G G G O O OGO OO OO O OO

* <& OO & 0O & & O O oo @ oo ©® © & O O O 0O O o oo

-

e Molecule 1: Major capsid protein

R344
W345

8%
. _ L ]
Chain en: 86% S 12%




Page 81 wwPDB EM Validation Summary Report EMD-32109, 7VS5

O © & 0O & GO O S O O O O O oo A 2 @ & & O o

-

M250
1254
E305

h 4 @ & & & 0O 0O O O o o o

e Molecule 1: Major capsid protein

5%

. - ]
Chain eo: 86% S 12%
o o 0O S S S 00O S S & & > o o o o o

A94

R101
1254
w345
Y395
D432

et i

< & & o

i

e Molecule 1: Major capsid protein

7%
. . ——
Chain ep: 87% C12%

O © & & S O O OO @  © S O OO OO O

-

Y395

1

D199
1254
w345

@ & & o o @  © & O o oo

SRIREIREEE N1

e Molecule 1: Major capsid protein

Y449

8%
. I ——
Chain eq: 87% . 12%

L BB BE R IR I 2 I - 2 I B B B I I s 2 I 2 2 I 2 TR B 4

-

D199
1254



Page 82 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 1: Major capsid protein

7%

. _ I
Chain er: 87% S 12%

@ © © & O O O O OO O %% O o o @ & & 0O O o o

e Molecule 1: Major capsid protein

5%

. - I
Chain es: 87% S 12%

O © © & O O OO o0 o ® © 0O O O O o o < < L 2

e L1E §

< & &

E67

1254
w345
Y395
V454

e Molecule 1: Major capsid protein
7%
Chainet: T 86% ST

@  © & O o0 o L 2R SR - 25 - 2R 2B 2 2B R I 2 I 2 T 2 2 2 2 4

g z = Sm
5 g = 2
® © & o 00 6 0o o
w 7o 1o}
i e 2
e Molecule 1: Major capsid protein
8%
: _ I
Chain eu: 86% S 12%
® © 000 S S S S S S S 0 S S S oo > & 006 & o o o



Page 83 wwPDB EM Validation Summary Report EMD-32109, 7VS5

©® © & & & & 00 O o o o

T

e Molecule 1: Major capsid protein

D432

9%
Chain ev: 87% 12%

@ © & O G O O OO OO O O 9% O o o ® 0O & & o o o

B A

L 2R 2R 2R 2 B E E N L E N E B R B o B = 2

D199
1254

e Molecule 1: Major capsid protein

8%

_ I
Chain ew: 86% S12%
CO O © S O G GO S S S S S S S S S S O O o & o

D199
M250
1254
w345

m i

©® © & & S O OO o

EH

-

E360

e Molecule 1: Major capsid protein

9%

_ ]
‘0 . 0
Chain ex: 87% 12%

<>

m¢
[}
<

Q@S © O & O OO G0 G O O O VPOV O O O O O O 9o o

@  © & O O oo

1254
A269
w345

HHEHHHHHH

e Molecule 1: Major capsid protein

T

i

7%
. L ——
Chain ey: 86% S12%




Page 84 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e & & o @  © & 0O O O O O O oo ® & & & oo
< 3

@ & & & o0 o < &

1254
R344
w345

§i

E363
5487

e Molecule 1: Major capsid protein
5%
. - I
Chain ez: 86% 2%

@ o o @  © 90O O o o o < & ® & & o0

-

< & < &

E142
1254

E305
W345
|
E360
|
R366

Y395
D432

e Molecule 1: Major capsid protein
6%
Chain fa: T 87% S

©® © © © O O O OO OO OO OO OO

<>

3 )

Y395

<> ®  © & O o o

e

e Molecule 1: Major capsid protein

D432
5487

7%

Chain fb: 87% 2%

@  © & O O oo @  © & & & O O o o o @  © O & o o <>

ey
[}
<

D199

@ © © O O O O oo

A396

e

e Molecule 1: Major capsid protein



Page 85 wwPDB EM Validation Summary Report EMD-32109, 7VS5

10%

I ——
Chain fe: 86% S 12%
PIR TR IR VIR IR TN I I IR I I I I I I IR T I IS * o
> 00 6 6 S S S & & O > S & & & & 060 00 & & > o o
< w0 Rl
g3 75

e Molecule 1: Major capsid protein

12%

Chain fd: T 86% ST w

& & o @ © O & G G O O OO GO G O VOO0 9O O O O o o

< <&

©® OO & S G O O OO OO

@  © & O O 000 O O oo

1254

e

e Molecule 1: Major capsid protein

R495

9%
I ——
Chain fe: 87% 2%

LR 2 B B R EE E I A e A E T E R @ & & O o

B o o R

< & <& < & o o @  © 0O & O o o

LLIEIEID

e Molecule 1: Major capsid protein

1254

R344
w345
Y395

8%
. [— —
Chain ff: 87% S 12%




Page 86 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@  © & O G O O O OO OO O O %0 o @  © & & O O OO0
< m

© & 0O & O 0O O O O o oo 4

%

1254
w345

R514

e Molecule 1: Major capsid protein
7%
Chain fg: — 87% S

< < @S O & OO O GO G O O OO O GO O OO OO O OO

<
“2’
< & & @ & & O o

1254

Y395
5487
R495

o

e Molecule 1: Major capsid protein

8%

. . —
Chain fh: 86% S 12%
> © & S 6 S S O OO > © & O O o

1254
E260
A269

-'I"I'I'I'I'I'I'I'I'I'

@  © & & O O OO OO

e Molecule 1: Major capsid protein

w345
N482

12%

. [— ——
Chain fi: 86% S 12%

@ O & 6O & O o0 COO & & & 0O GO O O O O O oo 4

® © & & O 0O O OO O oo O © & S O O O O O OGO

D199




Page 87 wwPDB EM Validation Summary Report EMD-32109, 7VS5

< <&

i

e Molecule 1: Major capsid protein
14%
Chain fj: 86% ST%

@ VO & & O O OO0 @ © O 0O GO O O 90O O o o o

L 2R B 2 B BN B X2 2 B T T o R B E EE B N

A94
C112

1254
w345

SO & 0O oo < & < b & 4

D463
R495

e Molecule 1: Major capsid protein
21%
. I ——
Chain fk: 87% S 12%

PO © © & G G O GO VOO O VG OGO O O O O OO OO O 9% o o

D
—
[=}

@ & & & < < CO & 90O & & 00 O O O O OO O O OO O O O o o

111

Q@ GO GO O P00 O O O O OGO VOO OO O O O OV OO 0% > O O o o0

@ 0O & O o o o

E234
1254

w345

e Molecule 1: Major capsid protein
20%
Chain fl: 86% S




Page 88 wwPDB EM Validation Summary Report EMD-32109, 7VS5

PO © © & 00 O CPOPPPPG O O V900G O O O O OO O OO %% o o

COPO © GO O O G0 O O O O OO O O O OO O O O OO OO OO

E234
1254

@ & 90O 000 O o o @ 9O & & O O OO O %% o o

1

Y395
Y450
M471
S487

<> oo L 2

e Molecule 1: Major capsid protein
15%
Chain fm: 86% e

<> Q@S © © O G0 O G O O O GO VOO O O O 9990 O > o o
<
m;
Q@ © 0O O O O GO O GO G O O OO OO OO OO OO O O O o o
mm mm

PO & & & O 900 O O O oo > & <

M250

1254
E30
W345
Y39

S487

e Molecule 1: Major capsid protein
15%
Chainfo: M 87% VI

Q@ © © OO G O VOO O O G O OO O OO O G O OO OO O o0

L2 L B B E E E E N E R E 2 A EE A EE EE EEEE N - X

1254

w345

©® 9O & 0O O O O OO oo

e Molecule 1: Major capsid protein



Page 89 wwPDB EM Validation Summary Report EMD-32109, 7VS5

8%
. I ——
Chain fo: 87% S 12%

@ O & & O 0O O O O O OO ® O & & O O oo

R253
1254

<* <& @  © © & & O O O % o o

1EEI1 )

e Molecule 1: Major capsid protein

w345
E443
R495

L

10%
. I ——
Chain fp: 87% 2%

L B B E N E N E B EE B E R S A E B EE R N - XN

D199

< & <& L 2R 2R 2R 2 I I IR - I B T A L I
& 3
& B

e Molecule 1: Major capsid protein

1254

5%

. L ———
Chain fq: 86% . 12%
> & 00 & 6 o o o o * 66 o o 00 oo
-

S487

%

e Molecule 1: Major capsid protein

6%

. [— ——
Chain fr: 86% 2%

< <&

“

PO © O 9O 90 O 0 o0 o o * <&

< o

=) 0 [ © ll|||ll|||ll

IIIIIIII.. IIIII+IIIIIIIIII+.IIIIIIIII}‘I|II+I.|IIIII.. IIIII+IIIII+III..“ i ..|II+II|II+II|II+.IIII..
=] [}

E305

Sy
(2}
<




Page 90 wwPDB EM Validation Summary Report EMD-32109, 7VS5

®  © & O o o

e Molecule 1: Major capsid protein

R495

8%
. [— ——
Chain fs: 86% 1%

@  © 0O & oo @ © & O 00 O O O O OO o < & & o

B R R

® & & <> ® © & O O OO

e Molecule 1: Major capsid protein

E142
1254
K318

w345
E360
E363
E372
Y395
S48

6%
. [— ——
Chain ft: 87% S 12%

@  © & © S O O O O o0 o @ 0O & & O O o o @ & & & o
2 2
2 2

< & & o

Q115
1254

e Molecule 1: Major capsid protein

7%

. . ——
Chain fu: 86% S12%

@ OO & & 00 O GO G O 90 O o o o ®  © & & O 0% o o

Fmmd
(5] H
* S 6 o o o oo
22 -I-I-
e Molecule 1: Major capsid protein
8%
Chain fv: 86% S 12%




Page 91 wwPDB EM Validation Summary Report EMD-32109, 7VS5

Q@D © & O GO G O OO OO O O OO O O O OO OO O O

IlliiiiillllliilIiiilllliiiiiil

& 0 o <> O & & o o
I I [=]

e Molecule 1: Major capsid protein

D199
1254

w345
E360
Y395

12%
. [— ——
Chain fw: 86% 1%

@  © & O oo LI B B E R B E R EE E - BB E BN
0)

<& @  © & O O O O OO OO o0 o < & <& @ © & O O oo

A
i

e Molecule 1: Major capsid protein

1254
w345
Y395
M471
R495

P501
5502

11%
3 . _ I

. (] . ‘0

Chain fx 86% 12%

@ 0O & S O o oo ©® © & O S O G OGO OO OO OO O o0

A94

@  © & & G0 O O O O O o0 o < & <& ©® 0O & & O O O oo

1254
E260
R344
w345
Y395

< <&

e Molecule 1: Major capsid protein
9%
Chain fy: — 86% ST




Page 92 wwPDB EM Validation Summary Report EMD-32109, 7VS5

O & & O o o L3R 35 2B B 2 2 IR - B N - 2 2 2 2 2 2 J

ey
[}
m<m m

@ & & @ & @ OO & 0O & > O o o

e Molecule 1: Major capsid protein

1198
1254

w345
Y395
S487

8%
. [— ——
Chain fz: 87% S 12%

LR 2R 2 I B I B B B E N B N ®  © & & 0 o o

@ 0O SO < < ® & 0O o

e Molecule 1: Major capsid protein

1254

w345
Y395
D432
Y453

18%
. I ——
Chain ga: 86% .12%

@ © & O O OGP VO O OO VOGO 9O O O O O O OO o o o

S & & o @ © & OO & VO V0O O GO O O O OO O O o0 o L 4

o 1)

Q@D © © OO GO O VO O O PO O O O O 90O GO O %0 o o o &> oo

E67
R101
D199

E249
1254
w345

R495

e Molecule 1: Major capsid protein
25%
. . —
Chain gb: 86% ST12%

QOO @& & & & O G G G O OO O O VOO O 99O OO O o0 o o

Sy
[}
<



Page 93 wwPDB EM Validation Summary Report EMD-32109, 7VS5

Q@ © COPOPO O VPP PG G O O O O VO G O VO OO OO 9090 90 o0 o
3
a

@ © @ & O O O VO G VO GO O OO OO OO O O O OO OO o0 o o

1254

W345
E360

Q@ © OO G0 GO GO0 G O GO VOO O O O O O O > o o

Y453
S487

e Molecule 1: Major capsid protein
23%
Chain gc: 86% S

©® © © O G O O O PO G O O OGO O O OO OO O O O > 0o

~
©
-u

COO 0O & & G0 GO O O GO O VO O O OO O O O O OO O O O > o0

3
a
@  © & O 9000 o0 o e & oo

@ © OO 9O G O G O O OO OO O O %% oo

OO & 9O VO O O V900G O S0 o o

e}
o
[}
5]

e Molecule 1: Major capsid protein

15%
. I ——
Chain gd: 87% .12%

@S © & O GO G VO O O O O O OO O O OO O O OO O O O 0

@ & 0O & O o

21 313

@ 90O O & 00 o o @ S & & o o

e

L 3R R I R 2 2 2 I I I - I = = 4

@ 0O 0000 o

Sy
<
[}
-

W345

e Molecule 1: Major capsid protein



Page 94 wwPDB EM Validation Summary Report EMD-32109, 7VS5

10%
. _ I
Chain ge: 86% . 12%

© © & S 00 & O G G OGO OO O O OO @ & O o o

T
i

D199
1254

©® © 0O & O O OO @ © 0O o @ & & O oo

o

E36

Y395
D432
5487
R4§L

e Molecule 1: Major capsid protein

11%

. I ——
Chain gf: 87% 1%
GO 6 6 S S G G V00 S 00 S S O O O * 00 00000 & o o

1254
R264

SRR R+ o

L2 2R 2 5 R 2 2 2 2 2 2 2 2 - I 2 B I I A A o 4

D199

w345

e Molecule 1: Major capsid protein
26%
. . ——
Chain gg: 87% C12%

Q@ © & OO O V0 VP00 O GO O O O GO OO O OO %% o o0
<
mg

OO 9O & O VO VO VO 900 O o oo @  © 0O 9O S O O O > O o0 o

D199
1254

Q@ © © O O CPOPPPO O VO O VOGO O VOGO O O O O OO %O O > > O

PO © & & OO GO GO0 O VO VO O O OO O O > o o

R514

e Molecule 1: Major capsid protein

20%
. I S —
Chain gh: 86% S12%




Page 95 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@  © & & 000 O o o @ © © O O VPO GO GO O O O O S0
< 05

@ COPPP O G0 G0 O VO G O O O O O OO OO GO OO OO O o

C112

1254

© GO O O O VO GO VO O O O O O O O VOO O OO O O O O o o

L 4 L 4

o

e Molecule 1: Major capsid protein

R495

F

17%
. - I ——
Chain gi: 87% C12%

LI B B I B2 BN EEE B EEEE " EBEEEE B2 .

@ 0O & o o

LR A B B B B 2 E B E E N E 2 - EE 2T 2T 2

<* <& @ OO & OO VO O GO O VO O O O O O O OO0

e Molecule 1: Major capsid protein

21%

Chain gj: 87% 2%

@ © © 0O O O O VO G0 o0 > oo OO & & 0O & SO & %0 o

@D © O O O O OO O OO O %% @S © 9000 & O 0O O O O OO oo




Page 96 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@ 0O & S O O OO OO OO0 O O o o COOP & & & 0O SO O O o o

® & 0O SO 0O O o o

W345
Y395

5487

e Molecule 1: Major capsid protein
29%
Chain gk: 86% S

OO & 0O O O o o @ VOO V9000909090 POO O & O O O O O o0 o

A94

QS © S O O O VO G OO O G O O OGO O GO O OO O O 29099090 > G0

T185
1254

PO © & & G0 O & O VO GO O O VOGO VO O O O O OV OO OO O O %0

PO COOPPO GO GO G0 O V00 & 20 O O O O 90O OO O > O > o

e & 0O O o o

Y395
D4

e Molecule 1: Major capsid protein

28%

. | T
Chain gl: 86% . 12%

®* & < PO © OO GO GOPPO 00 & O VOO C O O O O O OO o0 oo
ey
“g
PO & & 900 00 O O VPPV PPPPC O O O 900 O O O 90O O o o0 o o
L3R R L R B B E E R AN B E N O EBE o e e B B B E BN EE RN

HHHHH




Page 97 wwPDB EM Validation Summary Report EMD-32109, 7VS5

SO 90O & & o0 o @ OO 0O VO G O VO O O G O O O O O %0 o
m m_

e & & & o o

Y395
D46.

e Molecule 1: Major capsid protein
10%
Chain gm: r— 87% ST

©® © © & O O VO O GO O O OGO OO OO 0 o0 o o @ & 0O o

® & & O o o O © & & O O O OO o

D199
1254

R495

e Molecule 1: Major capsid protein

6%

3 . - I

Chain gn: 86% ST12%
© S GO G V0O S S S S S S S S S S S S SO > o o
H = M B
> o0 o o o -
e Molecule 1: Major capsid protein
8%

. _ I

Chain go: 87% ST12%

© © & O 0O O O O O OO @ O & & O O O O oo

<> @ © & & O O 00 o o e & & O o

1

e Molecule 1: Major capsid protein

A94
D199
1254

w345
D432



Page 98 wwPDB EM Validation Summary Report EMD-32109, 7VS5

15%
. L
Chain gp: 87% 12%

@ OO & O O GO VO O VO GO GG GO O O O O OO OO OO 00

@  © & O O oo L IR R I - E E E - E XN T2 B EEEEE -2

1254

® O & & o o < & & o0

P483

e Molecule 1: Major capsid protein
12%
Chain gq: r— 86% S

o dih 4 JE BB 2B 2 B I I B B A B BN E B E E S E A -2

~
-8
< & & < <& @  © & S S OO OO o <> @ 0O & o L& 4

1 e LEL R RIS

@ & & O oo

D199

1254
R264

w345
E360
Y395

e Molecule 1: Major capsid protein
10%
Chain gr: r— 86% ST

e & < @S © & O O OO O G O OO O O O OO O %O O o o
s
® © & O O O O O oo ®  © & & o o

e Molecule 1: Major capsid protein

1254

w345

26%
Chain gs: 87% S 2%




Page 99 wwPDB EM Validation Summary Report EMD-32109, 7VS5

D O COPPP O VO G900 G O O VOGO VO 90O O O OO O O %0 o

@ © OO O VO GO0 O O O VO VO O O OO %% o O & & & O oo

M250
|
1254

[
)
-
[=]

Q@D © O O O G OGO GO OO O VOGO VGO O O O VOO 2OCO O O O o> o o

w
0
=

@D GO O GO O GO O O VOO O VO O O O O OO0 O O o o

Ll

e Molecule 1: Major capsid protein

22%
. I T T7a
Chain gt: 85% 2%

@D OO & O G O O PP O O VO G O VOGO O OO O O O OO o oo
< <

COO & & G0 90 & O GO0 V0 O O G O VOO O O O O O 200 o O

O 0O & & O O o o SO O 0O & o o ©® 0O 0O O O O O O oo

OO & O o o @  © & & o oo

L1 minnnn

e Molecule 1: Major capsid protein

E360
R370
D432

D463

16%
. I ——
Chain gu: 87% S12%

@ © OO O GO0 G O G O O PG O VPO999%CO O O o0 > o o

E249
|
1254



Page 100 wwPDB EM Validation Summary Report EMD-32109, 7VS5

©® © 0O O O O O O OGO O %O o0 o ©® © 90O 0O 0 O O O oo

PO 0O & & & 900 O o o o ®* & &

E305
w345

R476

e Molecule 1: Major capsid protein
13%
Chain gv: — 87% S

<> PO O & G & GO GO O O O OO OO O OO S0 < & O
<
m2

@ © © O GO GO G O G O O VOGO O O OO O O O OO OO O O O S0

E217

1254
E260
w345

@ & & O o

e Molecule 1: Major capsid protein
16%
Chain gw: 87% ST%

COO & & O & O G O O VP0G O O OO OO OO O OO O > o o

< <& @ OO O 90O O VO O O O OO O VG O VOO O O O O O O OO S0

D199

@ © 0 o o @ & & O O O oo @ © & oo

1 BEEE REREEN B35 33

e Molecule 1: Major capsid protein

19%

Chain gx: 87% 12%




Page 101 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COO © & & & VG0 G O O V900G O O O O OO O O O OO OO O

@ & & & PO OO & G0 GO G G O GO O O 90O O OO OO O O o o o

1254

L B B E N B E E RN T B RN o E B2 . o @  © & O O o

Y449

< <&

e Molecule 1: Major capsid protein

9%

. _ I
Chain gy: 87% . 12%

LB BB B IR BN - 2 2 2 2 I I I < 2 B A 4 @  © 0O & O o oo
@ & & o o

©® O & S S O O 0O o oo

-

e Molecule 1: Major capsid protein

10%
. _ I
Chain gz: 86% ST12%

@ © © & S GO O O O O O PO O G OO OO OO OO O O O O

@  © & & O O oo

11 11anl

@ & & o o ® & o o

R

E249
D432
5487

i

e Molecule 1: Major capsid protein

1 1)

6%

. f— ——
Chain ha: 87% S 12%




Page 102 wwPDB EM Validation Summary Report EMD-32109, 7VS5

® © & & O O OO @ & & O oo <> oo < < b

L papa iy R EERRRNREGE BEIER

@ © & o o

1254
R344
w345
Y395
D432

e Molecule 1: Major capsid protein

5%

. f— ——
Chain hb: 87% 2%

@  © & S S O O O OO @ & <& @ © & O O oo

e

< & &
¢
S
wn

R101
1254
W345
R476

e Molecule 1: Major capsid protein
6%
Chain he: T 87% ST

@ © & 90O & O O O G OO O O oo @ & & O o < <&

2 |
g
> o o oo
e Molecule 1: Major capsid protein
10%
Chain hd: 87% 1%
LR BEBEEREEEREIEIEIEEIEIEE ZTIIXIXINIRN IR I I IR

D199

1

@ & 0O O O o o o ® © & S O S O 0 O OO o

e Molecule 2: Capsid vertex protein



Page 103 wwPDB EM Validation Summary Report EMD-32109, 7VS5

22%
. .
Chain he: 96% v

@D © OO O O G O GO VO O O VO G O OO 99%%%C o o o

@D © OO O O VO VO G VO O VO O O GO VOGO V999999999990 > o

E209
E293

@  © & & o0 o @ 00O oo ©® & & O S OO OO

11 Ear

e Molecule 2: Capsid vertex protein

1340
Y342
V357
V364

22%

. . -
Chain hf: 95% .

S90S & o o PO © © O 0O G G O O O OO 90O OO o o

Y53

@  © & 0O GO O VO O O OO O O o o @® © & V0009000 o o

+

K174

K176
A243
R248

* o0 o0 o oo * ooooooe R IR IR IR YT IR IR IR T IR IR I IS
e Molecule 2: Capsid vertex protein

22%
Chain hg: —— 96% T

SO O & oo o
o
mg

PO © O & 9O O O O VO O O VO O O O O OO OO V9999999999090

@S © OO 9O & GO O VO VO O 990G o o

e & 0O o Q@ COPPPPSO S O OO O % oo

e B 5 g
- > = =
e Molecule 2: Capsid vertex protein
24%
. .
Chain hh: 96% ST

@ OO & & O G O GO O VO O OO VOGO O O O OO O O o o



Page 104 wwPDB EM Validation Summary Report EMD-32109, 7VS5

@  © & O 00O O o o o @  © & & S O G O GO OO OO

B

COOPPPOOOOSO & 00 & G000 A @ & 0O V00 O o0 o

K176
E209

e}

F30

1340
Y342
V357
V364

< 0 o

e Molecule 2: Capsid vertex protein

21%
. . ——
Chain hi: 96% e

@ © 0O & O S G G OO OO O OO OO OO OO OO

© © O S O VO O O O OO OO O o oo © © © O O VP09 o o

R248

@ 0O 0O SooO @ & oo

e Molecule 2: Capsid vertex protein

@ 0O & O 0 O o o

1340
Y342
V357
V364

> o
21%
. . I
Chain hj: 96% S

Q@D © O O O O VO VO G O VO O O O O 9909999990 o o0 o
o0
H£

Q@S © & O OO O O O O G OO O G O VO VNNV CY O > > o o

<* <& @ © 909090 & & O O O VOO O OO o0 o o

CRLR N L UL

e Molecule 2: Capsid vertex protein

1340
V357
V364

22%

. T —— p—
Chain hk: 96% -

< <& @  © 0O 0O & O % o o @ 0O 00O & O O o0 o

V25

R81



Page 105 wwPDB EM Validation Summary Report EMD-32109, 7VS5

Q@ OO & O O VO G GO O G O OO OO O O O OO O O O O OO %9090

COPP & & 0 & G0 & O O %00 oo @ © 00O & & o0 oo

e Molecule 2: Capsid vertex protein

1340
Y342
V357
V364

18%

Chain hl: T 5 -

@ & & O oo
o0
mg

@ 90O & O O O o o @D © OO O O O VPPV PPPP09P%CO O o < <&
@
2

@ © & O G SO O O V00O O O O O oo

¢

© © & O 99000 O 9O o o0 o

L

e Molecule 2: Capsid vertex protein

V357
V364

21%
. I —
Chain hm: 95% e

COO OO & & & & O O VO O O VO VO 9O 99O S0 h

[
0
>

L3N 2R 2R R I B 2 2 B B A A A A A A A A o

-
o2}
3]
£

@ O & O o0 PO © & S O O OO0

C314

1 ka3

e Molecule 2: Capsid vertex protein

17%
. I
Chain hn: 96% e

@ © © & G O O OGO OO O VOO O VO9OCOCO O o o

e & & ° PO 9O © O O O o0 Q@ © COPPO V0P O & O O O oo

-



Page 106 wwPDB EM Validation Summary Report EMD-32109, 7VS5

o o 4 ©® OO0 0O 0O O o o

e Molecule 2: Capsid vertex protein

Y342
D353
V364

37%
Chain ho: 96% -

@ © & 0O G O O VOO O VG O OO O OO O O O o> o

A o e A e e aa i BB R BB CEE - CEBECEEBECEEEEEIN .

QD © OO GO VPO PPC O G GO O VO VO OO O O O O O OV V9999990990990

OO & & 0O G000 Q@ COPPPPPO 0O G O O O O 9000 CO o o0 o

1340
Y342
V357
V364

OO 0O & &> oo

e Molecule 3: Small outer capsid protein
92%
Chain hp: 98% .

OO PPPPPPPPPPPPPP PP PPV PPPPPG 99990 9999999999990 2999990 o

e e A A A

[T}
©Q
~

e Molecule 3: Small outer capsid protein
61%

. | "
Chain hq: 98% .-

COOPPP & PO0PPPPPPPP O 990 & O 900 V9909900 290 290 99990 > > G0

o)
Q
"‘:_

e Molecule 3: Small outer capsid protein



Page 107 wwPDB EM Validation Summary Report EMD-32109, 7VS5

94%
. e
Chain hr: 96% N

COOP & 9090090090999 90909090909099090909909909909909999999999999% 2999999090

e

0
Q
~

E62

e Molecule 3: Small outer capsid protein
96%

. -
Chain hs: 98% -

COOPPPPPPPP VPP PPPPPPPPPPPPP 9909999999999 999999999999999%99%99

e e e A

0
Q
~

e Molecule 3: Small outer capsid protein

99%
. g
Chain ht: 98% -

OOV PPPPPPP0P00 0000090090990 9099090909090990990999999999999599999%999%9%990

<
—

R

. e

e Molecule 3: Small outer capsid protein
98%

. |
Chain hu: 98% ~

OO PPPPPPPPPPPPPPPPPPPPPPPP 9909090909999 90999999999999999%99%9%990

e e .

[T}
©

"

e Molecule 3: Small outer capsid protein
75%

. I, —
Chain hv: 96% .

COOPP 90 CP0PPPPPPPPPPPPPG & VP00 V9909990 9999999990 2900 o o

o)
Q
ﬁ-



Page 108 wwPDB EM Validation Summary Report EMD-32109, 7VS5

. . a

Il
~
=

e Molecule 3: Small outer capsid protein
95%

. T
Chain hw: 96% N

OOV PPPPP PP PP PP PP P90 P99 PPPP9P9P9P90990990 9909909990 29999999990

COOPP V0000000000000
HaE:

e Molecule 3: Small outer capsid protein

E62

89%
. ..
Chain hx: 96% N

COOPPPP VPP PPPPPPPPPPPPPPPG 90 990 O V9999990 9999999999999

<
-
[

. e aaa

0
©

"

e Molecule 3: Small outer capsid protein
99%

. ™
Chain hy: 98% .

OOV PPPPP PP PP PP 0000009009099 9099090909090 990990990999999999999%99%99%99%99%99%9 9

. .  aa

0
Q
o

e Molecule 3: Small outer capsid protein

75%

. .
Chain hz: 98% S

COOPPPP OO 9O PPOPPPP 900 O 90 9999900 99090 999999999990 290990 oo

A e . e e aaaa

e Molecule 3: Small outer capsid protein

91%
..
Chain ia: 98% =~



Page 109 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPPPPPPPPPPPPPPPPPP 9900 99909V PPPP09999990 9909990 29990

OO PPOOO 00900000000

o)
Q
~

e Molecule 3: Small outer capsid protein

89%
.. ..
Chain ib: 99% .

COOPPPP VPP PPPPPPPPPPPPPPPG VPP VPP PP0 999999990 2999999999 90

B o e ha

e Molecule 3: Small outer capsid protein

74%
e —
Chain ic: 98% S

COOP & GO0 GP0PPPPPPPPP0 & 00 V0 V9000 99090 O 2920990990 9 2990999090

0
©Q
~

PO 0009000000

e Molecule 3: Small outer capsid protein

99%
.. g
Chain id: 98% -

OOV PP090P00P00 0000090909099 909090909099099099099099099999959959999%99%999%99%9990

e e A A

[T}
Q
~

e Molecule 3: Small outer capsid protein

96%
L
Chain ie: 98% -

OO PPPPPPPPPPPP PPV PPPP0 & 9909909999999 9999999999999%999%99%99

e e e

1o}
Q
~




Page 110 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

95%
. .o I
Chain if: 94% 5%+

OOV PPPPPPPPPPP0 PP PP PPPPPPPPPG 9999999990999 99999999099

)
~ —
> o

COPPPPP0PPO 909090000000

w0
© ©Q
%l ~

e Molecule 3: Small outer capsid protein

91%
- e—
Chain ig: 98% -

COOPPPPPPP VPP PPPPPPPPPPPO & V0 V900 O 9999999999999 9999%9990

COOPPPPPP0PP0P00P0OOOOOS

0
Q

[

e Molecule 3: Small outer capsid protein

68%
.. .
Chain ih: 96% N

COPO GO COP VPP PPPPPPPPPG & V0 V999 290 2990990 O 2999999999 2909

oo oooe
e Molecule 3: Small outer capsid protein

88%
Chain ii: 98% ~

COOPPPPPPPP VPP PPPPPPPPPPPP O V990 9999990 9999999999990 29

COPPPO 900900900000

0
Q
[

e Molecule 3: Small outer capsid protein

61%
Chain ij: 98% .
]

PO OO VOO GP0PPPPPPP0 O & O G0 GO G G0 99090 2990 299999 29090

@
=



Page 111 wwPDB EM Validation Summary Report EMD-32109, 7VS5

S90S oo

e Molecule 3: Small outer capsid protein

81%
.. S
Chain ik: 98% -

PO OO VPP PPPPPPPPPPPPPPPP G0 O G090 99090 9990 2999999999999

OO V0090900000 o

1o
©Q
~

e Molecule 3: Small outer capsid protein

99%
.. I
Chain il: 96% ..

OOV PPPPPPPPP 0900009009009 09909909090909099099099999999999999999%999%99%990

<
—
=

e e e

]
&

e Molecule 3: Small outer capsid protein
95%

.. .
Chain im: 98% S

COOPPP VP00 PPPPPPPPPPPPPPP 9909909909909 9999999999999999%99%9%99%99

. 2

o}
Q
~

e Molecule 3: Small outer capsid protein

98%
.. g
Chain in: 96% ..

OOV PPPPPP0P0P0 P09 P0 P99 PPPPPPPPPP9P99900 9999909999999 99999%9990

)

I~

e e e e A

0
Q

~

e Molecule 3: Small outer capsid protein

99%
e
Chain io: 98% -



Page 112 wwPDB EM Validation Summary Report EMD-32109, 7VS5

OO PPPPPPPPPPPPP0P0 0009909009090 9909909909909090999099099099099999%99%9%99%990

. . . o aa o

QS
&

e Molecule 3: Small outer capsid protein

91%
.. ..
Chain ip: 99% .
p

COOPPP VPP PPPPPPPPPPPPPPPPP V9PV PPPPO 999999999 2999999999990

.

e Molecule 3: Small outer capsid protein

99%
- - "
Chain iq: 98% .-

OOV PPPP0P0 P90 P00 0009090909099 909999099099099099099999995959999%99%99%99%99%99 90

A

[}
Q
o

e Molecule 3: Small outer capsid protein

98%
e .
Chain ir: 96% ..

OOV PPPPPPPPP PP PP PPPPPPP 9999999999999 999999999999%9999

<
-
=]

e e A A

0
Q
~

e Molecule 3: Small outer capsid protein

98%
-]
Chain is: 98% ~

COOPPPO 9090990909009 9090090909090909909909099099099999999999999999999999%9990

e e e e

0
©Q
~




Page 113 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

95%
L . s,
Chain it: 98% ~

OO PPPPPPPPPPPPPPPPPPPPPPPP 90 9990999999999 99990 29999999990

COOPPPPPP0P0P0000OOO0O

©0
~
=

e Molecule 3: Small outer capsid protein

92%

.. .
Chain iu: 95% -

COOPP 9O 9000000990999 PPPPPP 9990999999999 99999599599%9999%99%990

<
-
=]

COOPPOPOPO 000000000

2 g
= =

e Molecule 3: Small outer capsid protein

98%
.. . __________guM
Chain iv: 96% ..

OO PPPPPPPP PP PP P99 PPPPPPP0 9999999999999 999959999%999%999

e e e

0 o~
©Q &~
= =

e Molecule 3: Small outer capsid protein
98%

.. |
Chain iw: 98% S

OOV PPPPPP PP P09 PPPPPPPPPPPP 9909909999999 990999999999999%9990

e e e A

0
Q
~

e Molecule 3: Small outer capsid protein

99%
.. M
Chain ix: 98% .-

OOV PPPPPP090900 0900000090909 909090909090909090990990990999999999959999%9%99%99%99%9990




Page 114 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPP0P0P0O0O0OOOOOS

0
Q
~

e Molecule 3: Small outer capsid protein

99%

.. g™

Chain iy: 98% .
y

OOV PPPPP090P00 P00 P00 0900909090099 9099090909909909909909999999959999%9%99%99%99%990

e

[Te]
©Q
~

e Molecule 3: Small outer capsid protein

82%
L T ... —
Chain iz: 98% -

OO PPPPPPPPPPPPPPPPPPPPPPPP O 990 90 999999 99999999 299990

[}
Q
~

PO V09000000 o0

e Molecule 3: Small outer capsid protein
59%
Chain ja: 96% ..

OO OO & V0P PPPPPPPP0P0 & 9090 & O 9990 290 290 > %990

<> &

e Molecule 3: Small outer capsid protein

99%
L 1 EEEEEE———————
Chain jb: 98% .

OOV P0P90 P00 P90 P00 0900909090099 90999909909909909909999999959999%99%99%99%99%9990

e e e e aaa

0
Q
~

e Molecule 3: Small outer capsid protein

99%
. ]
Chain jc: 96% ..



Page 115 wwPDB EM Validation Summary Report EMD-32109, 7VS5

OO PPPPPPPPPPPPP0P0 0009909009090 9909909909909090999099099099099999%99%9%99%990

e . . o

8 g
~ =

e Molecule 3: Small outer capsid protein
95%
e "
Chain jd: 98% .

OO PPPPPPPP0P090 9009009090990 90909099099099099999999999999999999%99%99%99%9%99%990

e A A A

0
Q
~

e Molecule 3: Small outer capsid protein
91%

- R EEEEESS—————
Chain je: 98% .

PO PP PPPPPPPPPPPPPPPPPPPPPG V90 VP99 9999999090 999999999990

. a2

o}
Q
~

e Molecule 3: Small outer capsid protein
94%
. .
Chain jf: 96% ..

COOPPO CPPPPPPPPPPPPPPPPPPPPPO 9 9990999999999 29999999990

A A e

w0
©
~

E62

e Molecule 3: Small outer capsid protein

82%
- R s
Chain jg: 98% .

PO OO VP00 PPO VPP PP0PPPPPPPP0 O V9P PPPPPP990 2990990 29990990990 o o

OO0 PP0P0O0O0O o o0

0
©Q
~



Page 116 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

98%
..
Chain jh: 96% ..

OO PPPPPPPPPPPPPPPPPP 9090990909999 90P90P99999999999990 2999999909990

A . o

QS
&

E62

e Molecule 3: Small outer capsid protein
96%

Chain ji: 98% .~

COOPPPP VP99 PP0PP0PP P99 PPPPPPPPP99 9999999999999 999999%99%9%999

e e e A A

0
Q
~

e Molecule 3: Small outer capsid protein

98%
Chain jj: 99% .

COOPPPPPPPP0P0P 0090000099099 9090909090909090909909999099999999999%99%9%990990 2

.

e Molecule 3: Small outer capsid protein
95%

. ===
Chain jk: 99% .

OOV PPPPPPP PP PP PPPPPPPPPP 990909999999 9999099995999999%999%9999

. e e A

e Molecule 3: Small outer capsid protein

86%
BT e S
Chain jl: 96% .



Page 117 wwPDB EM Validation Summary Report EMD-32109, 7VS5

PO POV PPPPPPPPPPP VPP PPPPPG 9900 V9P P990 9999909999999 290

COOP & V0909000000000

N 1o
© ©
5l ~

e Molecule 3: Small outer capsid protein
96%

.. ™
Chain jm: 98% .

OOV PPPP0PPPP0PPP0P0P P00 PPPPPPPPPP V9909990 9909990909999 999%99%9%9%9%9%90

COOPPPPPP0P0P000OOOOOS

0
Q
o

e Molecule 3: Small outer capsid protein
94%

. ___________=
Chain jn: 98% .~

PO OO 9090090090099 0P90P90P90P99P9PPP9P99990 999999990 29999999990

e e e

w0
Q
~

e Molecule 3: Small outer capsid protein

99%
- I ——————————.—
Chain jo: 96% ..

COOPPPPPPPPPPPPPP 0900909009090 99099099099999099099999999999%99%9%9990

COOPPPPPP0PP0PO0O0OOOOOS

0 o
© =

~ =

e Molecule 3: Small outer capsid protein

99%

< ——————————
Chain jp: 99% .

OOV PPPPP90P00 9000000090990 909090909090909909909909909999999959999%9%999%99%9990

e e



Page 118 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

99%
.
Chain jq: 98% .-

OO PPPPPPPPPPPPPP0P0 0909090090909 9090909909090999099099099099999999%9%9%9990

. A . o

QS
&

e Molecule 3: Small outer capsid protein
92%
L ...
Chain jr: 98% .

OOV PPPPPPP PP PP PP PPV PPPPPPPG 99090 9999999999999 999%99%9%9%9990990 2

COPOPPP V0090090000000

0
©
=

e Molecule 3: Small outer capsid protein
84%
- I s
Chain js: 98% .

PO COPPPPP PP PP PP PP PPPPPPPG VPPV IPPO V0 99090 999999 2999990 o

COPP & & V900000000

@
]

e Molecule 3: Small outer capsid protein

98%
- -
Chain jt: 95% ..

OOV PPPPPPPP P09 P99 PPPPPPPP99 9999999909999 99999999%99990

<
-
=]

e e e A A A

— 0
© Q
Lz ~

e Molecule 3: Small outer capsid protein

95%
. R ———
Chain ju: 96% .



Page 119 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPPPPPPPPPPPPPPPPPPPPPP V9999999999999 9999%0 29999999099

. e aaa

Iy I
Q ~
= =

e Molecule 3: Small outer capsid protein

99%
.-
Chain jv: 98% -

OOV PPPPPPPPPPPP0P 0900909090090 90990909090909909909990999999999599%99%9%9%9%99%990

A A

]
©

m

e Molecule 3: Small outer capsid protein

99%
.. ey
Chain jw: 95% .-

OOV PPPP0P0P P99 0 0900909090099 9999909909909909909999999959999%99%999%99%99 90

N
-
(=]

e e

0 I
©Q ~
= =

e Molecule 3: Small outer capsid protein

91%
-
Chain jx: 99% .

OOV PPPPPPPPPPPPPPPPPPPPPPG 90 99090 9909090999999 95995999%99%999%9%99090

COPOPPO 000 9909090000000

e Molecule 3: Small outer capsid protein
95%
- I ey =
Chain jy: 98% .

OOV PPPP0PPP0 P P00 9009099099999 PPPP 9999090999909 99090909990 290999090

COO 0900009000000 OS

o}
Q
=



Page 120 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

99%
- ..
Chain jz: 98% .-

OO PPPPPPPPPPPPPP0P0 0909090090909 9090909909090999099099099099999999%9%9%9990

. A . o

QS
&

e Molecule 3: Small outer capsid protein

99%

. g
Chain ka: 28% -

COOPPPPPPPPPPPPPP 0900900900900 990990990999990990990999999999%99%9%9990

COOPPPPPP0P0P00O0OOOOOS

0
Q

[

e Molecule 3: Small outer capsid protein

98%

. gy
Chain kb: 96% ..

COOPPPPPPP PP PP PP PP PP PP PP 9099999999999 9909909909909999%0 29999999990

N
-
(=]

COOPPPPPP0PP0P00P0OOOOOS

[T}
Q
o

e Molecule 3: Small outer capsid protein

99%

. T —
Chain ke: 99% .

OOV PPPPP90P00 P90 P00 0900900909090 99090999909909909909909999999959999%99%99%99%9%9990

e S  aaa

e Molecule 3: Small outer capsid protein

99%

. g™
Chain kd: 98% -

OOV PPPPPP90P090 P90 P00 0009090909099 90990909099099099099099999959959999%99%999%99%9990




Page 121 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPP0P0P0O0O0OOOOOS

0
Q
~

e Molecule 3: Small outer capsid protein

98%
Chain ke: 96% ..

OO PPPPPPPP PP PP PPPPPPPP 9990909099999 999999099995995999999%9990

A A e

e Molecule 3: Small outer capsid protein

99%

Chain kf: 99% .

OOV PPPPP90P00P0 P00 P90 90P0909990909999099099099099099999999599999%99%99%9%9990

e e e e A

e Molecule 3: Small outer capsid protein

92%
. =
Chain kg: 98% -

COOPPPPPPPPPPPPPPPPPPPP VPP 990 O 9909099990999 99999999%99%9%9%99%990

COPPPPPPPO 0909000 %0000

QS
&

e Molecule 3: Small outer capsid protein

88%

. ..
Chain kh: 99% .

PO OO 90900900000V PPPPPPPPPPO VPPV PPPP 99090 O O 9999990999090

. . e A .

e Molecule 3: Small outer capsid protein

96%
. - I —
Chain ki: 96% N



Page 122 wwPDB EM Validation Summary Report EMD-32109, 7VS5

OOV PPPPPPPPPPPPPPPPPPPPPPPIPG V9999999999999 99999999099

<
-
=]

. . . o aa o

QS
&

e Molecule 3: Small outer capsid protein
99%

. - _________________________________
Chain kj: 99% .

OOV PPPPP90P0P P00 P00 0900900909099 9090999099099099099099999959959999%99%999%99%9990

e e e e

e Molecule 3: Small outer capsid protein

98%
. |
Chain kk: 98% -

COOPPPPPPPPPPPP00 P09 PP P99 PPPPPP9999999990 9999999999999 9%99%9990

e

[Te]
©Q

~

e Molecule 3: Small outer capsid protein

99%
. |
Chain kl: 96% ..

OO PPPPPPPP0P0P P90 0 0909090909099 990909090990990999999999999995999%99%99%99%9990

<
—

%)

e e e

w0
©
~

e Molecule 3: Small outer capsid protein

99%

. M
Chain km: 98% .-

OOV PPPPPPPPPPP0P90P0 0900990900909 909090909099099099999099999999999%99%9%9%99%990

e .

QS
&



Page 123 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

98%
Chain kn: 94% 5%

OOV PPPPPPPP P09 PPPPPPPPPP990 9999999999999 9999999%99%990

<
—

=]

A A e e
N [Te] N

e Molecule 3: Small outer capsid protein

99%
Chain ko: 96% ..

OOV PPPPPPP0P0P0P0P00 0900909090099 9090909090909099099999999999959999999%9%990

A A A e
~

e Molecule 3: Small outer capsid protein

99%
. ]
Chain kp: 96% ..

OOV PP PP PP PP 0000090009090 90P090999090990990990990999999999999%9%99%99%9990

N
-
=]

COOPPPPPP0P0P00P0OOOOOS

[T}
Q
o

e Molecule 3: Small outer capsid protein
99%

. . __________________________________ ;7
Chain kq: 98% .

OOV PPPPPP0P00P00 9000009090900 909090909090909909909999999999995995999%99%99%99%9990

e e e

w0
©Q
~

e Molecule 3: Small outer capsid protein

98%
. g
Chain kr: 96% .

OO PPPPPPPPPPPPPPPPPP P99V PPPP0 9909909999999 99999999%999%9%990




Page 124 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPP0PP0P0P00O0OOOOOS
~ =

e Molecule 3: Small outer capsid protein

95%
Chain ks: 98% .

OOV PPPPPPP PP PP PP PPV PPPP G0 99090 999099999999 9599999%9999%99%9990

A A

0
Q
o

e Molecule 3: Small outer capsid protein

96%
. ]
Chain kt: 96% N

OOV PPPPPPPPP P99 PP PPV PPPPPP90 9999999099099 99999999%999%99%999 0

e e e A A

0

—
© ©Q
Lz ~

e Molecule 3: Small outer capsid protein

95%
. e
Chain ku: 98% ~

COOPPPP VPP PPPPPPPPPPPPPPPPPG 9999 9999999999999 9999%9999%99%9990

e

0
©Q
~

e Molecule 3: Small outer capsid protein

99%
. - ___________________________pu|
Chain kv: 96% ..

OOV PPPPPPP0P00P90P900 0900990909099 90909090909090909909999999999995995999%99%99%9%9990

A A A e

w0
©Q
~

E62

e Molecule 3: Small outer capsid protein

Chain kw: 98% .



Page 125 wwPDB EM Validation Summary Report EMD-32109, 7VS5

OO PPPPPPPPPPPPP0P0 0009909009090 9909909909909090999099099099099999%99%9%99%990

. . . o aa o

QS
&

e Molecule 3: Small outer capsid protein

99%

. 1y
Chain kx: 95% ..

OOV PPP090 9090000000090 90909090909090909090909090909090909090909990999909999299999%99%9%9 90

<
-
=]

COOPPPP0PP0P0P00P0OOOOOS

- 0
© Q
= [

e Molecule 3: Small outer capsid protein
99%

. . __________________________________ ;7
Chain ky: 98% .

OOV PPPPP0P090P00P0PP9090 0909090909099 909909090990990999909999999959999%99%999%99%9990

e

[Te]
©Q

~

e Molecule 3: Small outer capsid protein

99%

. M
Chain kz: 98% .-

OOV PPPPPP0P0P0P0P90P900 0900990909099 909090909099099099999999999959999%999%99%990

e e e

w0
©
~

e Molecule 3: Small outer capsid protein

74%

. S —
Chain la: 98% =

COOPP PV0PPPPPPPPPPPPPPPPO G0 O O 90 G999 O 90 999990 290 2909
wn
g.

OO 000 SO0



Page 126 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

98%

Chain 1b: 96% .-

COOPPPP 9909090900090 909090909090909909909099099099099999999999999999999%999%990

e e e
[Te] N

e Molecule 3: Small outer capsid protein

95%
Chain lc: 98% .

OO PPPPPPPPPPPPPPPPPPPPPPG V9P 9990 9999999999999 99%999%9%9%990

e e e A

[T}
©

=

e Molecule 3: Small outer capsid protein

95%
. .
Chain Id: 99% :

COOP @ 9090090990090 0P00P0P0P90P99099090999999999999999909999%0 2999999299990

COOPPPPPP0PP0P000O0OOOO

e Molecule 3: Small outer capsid protein
92%

. .
Chain le: 98% -

COOPPPPPPPPPPPPPPPPPPPPPP 99090 & 9909090990999 99909999999999%9%9%99%990

e e A

[T}
Q
~

e Molecule 3: Small outer capsid protein

71%

. T —————— n
Chain If: 98% .

OO OO OO GO0 PPPPPP0 & O O 90 V90900 99 & 29290999999 299999999

o}
©
"



Page 127 wwPDB EM Validation Summary Report EMD-32109, 7VS5

OO0 OO OOOO

e Molecule 3: Small outer capsid protein
99%

. e ______________________________o]
Chain lg: 96% ..

OOV PPPPPP090P00P00 0009090909099 90909099090909909909909909999999959999%9%99%99%99%990

)
-

e

[Te]
©Q
~

e Molecule 3: Small outer capsid protein

85%
. ..
Chain lh: 98% ~

COOPPPP OO VPP PPPPP V9090 O O 90 O 9999999999990 2999999999990

OO0 PP0P00O0OOOOOS

0
Q

[

e Molecule 3: Small outer capsid protein
90%

. - ..
Chain li: 98% .

COOPPPP VPP PP PP PP PP PPV PPPPPG 90 O VPP & 29909990 2999999990

OO0V PP0PP0P0P00P0OOOOOS

0
Q
o

e Molecule 3: Small outer capsid protein
86%

. .
Chain 1j: 98% .

COOPPPP VPP PPPPPPPPPPPPPPPP O 990 O 9990999999999 2999999

A A e e

n
Q
[

e Molecule 3: Small outer capsid protein

88%
. ..
Chain lk: 98% -



Page 128 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPPPPPPPPPPPPPPPPPPO VPP V0P O 999090 9990 9909999099909

OO0 PPP00P0000O0O oo

[T}
Q
~

e Molecule 3: Small outer capsid protein
89%

. ..
Chain 1: 96% N

COOPPPP VPP PPPPPPPPPPPPPPP0 O V9P PP9P9990 V0 999990 299999990 o

<
-
1]

. . e

o)
©

~

e Molecule 3: Small outer capsid protein

85%
. ..
Chain Im: 98% S

COOPPO PP PPPPPPPPPPPPPPPPG & O O V909099999090 O 9909999999999 o

A A o

[T}
Q
~

e Molecule 3: Small outer capsid protein
88%

. ..
Chain In: 98% ~

COOPPPO COPPO PP0PPPPPPP VP99 V900 VP99 9909990 9990 29999999990

. . e aaa

0

©
~

e Molecule 3: Small outer capsid protein
96%

. .
Chain lo: 98% =

OO PPPPPPPPPPPPPPPPPPPPPPPPPPPP 9990990990999 999999999999%999%9990

COPOPP 9000000900000

QS
&



Page 129 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

81%
. NS
Chain lp: 96% .

COOP 9O VPP PPPPPPPPPPPG V00 VP0G V00 99990 290 2990990 2999992099090

o 0
© Q
=) ~

. a2

e Molecule 3: Small outer capsid protein

69%
. .
Chain lq: 95% .

PO OO & VPP PPPPPPP0G O O O O VPPV P9 O 99999990 29990 299999

E62
R65

OO0 OOOO

Il
~
=

e Molecule 3: Small outer capsid protein
85%

. ..
Chain Ir: 96% N

OO OO VP00 PPPPPPPPPPP0 V0 990 90 999999 99999990 2999990990 o

ot
—
=

COPPPPPPO 9900000000

N
©

5

e Molecule 3: Small outer capsid protein
91%

. .
Chain ls: 98% ~

OO PPPPPPPPPPPPPPPPPPPPPPO & 90 90 999999990 9909999999999

e R o e e

]
&

e Molecule 3: Small outer capsid protein

48%
. P —
Chain 1t: 96% .




Page 130 wwPDB EM Validation Summary Report EMD-32109, 7VS5

OO © & & G000 G990 © O O V90900 CO O O O OO G0 SO0 SO

R N TSI RTIRR

e Molecule 3: Small outer capsid protein

64%
. ——————
Chain lu: 98% ~

PO COPPPP VPP PPPPPO & 00 00 V0 G090 V900 290 990990 29099 2099 2090

0
Q
o

e Molecule 3: Small outer capsid protein
98%
Chain lv: 95% ..

COOPPPPPPP 9000900909090 9090909090909099909099909090999090999999990999999%99%99%9990

s
-
=

COOPPPPPPPP0PO0O0OOOOOS
[ =

e Molecule 3: Small outer capsid protein
90%
Chain lw: 96% .

COOPPPP P99 PP PP PP PP PPPPPP V9999999 9999999999999 99%990990 o

o
—
L=

COPPPPPPPPOO0O G000

1o
©Q
~

e Molecule 3: Small outer capsid protein
99%

. -
Chain Ix: 99% .

OOV PPPPPPPPPP90P900 0900909099099 9090909090990990999999999999599999%99%99%9%9990

.

e Molecule 3: Small outer capsid protein

95%

. _ .
Chain ly: 98%



Page 131 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPPPPPPPPPPPPPPPPPP V90999 9909909909999 999999999%999%9%99%99

. . .  aa e

o)
Q
"

e Molecule 3: Small outer capsid protein

90%

. ..
Chain lz: 99% .

COOPPPP VPP PPPP PP PP PPV PPPPPG V99V 9P9P9 9990 290 2999999999990

.

e Molecule 3: Small outer capsid protein
94%

. .
Chain ma: 98% =

COOPPPPPPPPPPPPPPPPPPPPPPPPPPPP V900 V99999999990 9999999990

COPOPP 9000090090000 OOO0

QS
&

e Molecule 3: Small outer capsid protein

99%

. -
Chain mb: 99% .

OOV PPP090 9000000009090 9090909090909099090909099090909909090999099990999999999%99%9%990

COOPPPPPP0P0P00O0OOOOOS

e Molecule 3: Small outer capsid protein

96%
. ..
Chain mc: 99% .

COOPPPP 9900909000900 9009909909090 90909099099099999999999099999959999%999%999

COOPPPPP0P000000000O o0




Page 132 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein
91%

. ..
Chain md: 99% .

OO PPPPPPPPPPPPPPPPPPPPPPPG 99090 9990990999999 9999999%99%99%9%990990 o

COO V000900900000 O

e Molecule 3: Small outer capsid protein
79%

. T
Chain me: 98% -

OO & 900 VPP PPPPPPPPPPPP0 9990 V90000 O 990 990 290 909000009090

PO © & 900900000000
Ig
~

e Molecule 3: Small outer capsid protein
79%

. e
Chain mf: 98% ~

COOPPPPPP & VP00 PPPPPPP0 00 O G 90 99000 99099999990 9999999990 2990

L 2 2 2R 2 2 e a4
0
Q
o

e Molecule 3: Small outer capsid protein

80%
. e
Chain mg: 98% -

COOPP & & VOPPPPO VPP PPPP0 G 90 O G G V9909990 2999 2999999999

COOPPPO VP00 P0900OO o0

@
=

e Molecule 3: Small outer capsid protein
95%

. .
Chain mh: 98% =

COOPPPPPPPPPPPPPPPPPPPPPPPPPPPPPPPPG 900 999090 9909999999990




Page 133 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPP0P0P0O0O0OOOOOS

0
Q
~

e Molecule 3: Small outer capsid protein

86%
. - ...
Chain mi: 98% S

COOPPPP 9O VP00 PPPPPPPPPPP O 9999999999909 2999999990 299

. e

1o
©Q
~

e Molecule 3: Small outer capsid protein

76%
. -
Chain mj: 98% .

PO 9O 900900900000V PPPPPPPOG O 9900 & V9999990 9909990 990 290 2909990

0
Q
=

@  © 0000000000

e Molecule 3: Small outer capsid protein
60%
Chain mk: 98% .~

OO © & VPP PPPPPPPP0 00 O O 00 O G 0 & 290 2 O 20999999 29990

[T}
Q
~

e Molecule 3: Small outer capsid protein

98%

. T ———
Chain ml: 99% .

COOPPPPPPPPPPPPPO 9090090990999 9090909909090990990999999999999999%999%9990

COOPPPPPPP0P000OOOOOS

e Molecule 3: Small outer capsid protein

Chain mm: 96% ..



Page 134 wwPDB EM Validation Summary Report EMD-32109, 7VS5

OO PPPPPPPPPPPPP0P0 0009909009090 9909909909909090999099099099099999%99%9%99%990

e . . o

8 g
~ =

e Molecule 3: Small outer capsid protein

80%
. e
Chain mn: 98% S

COOPOPOO PP PPPPPPPPPPPPPPP00 & V00 900 990 9090 999990 909009099090

L e e

R65

e Molecule 3: Small outer capsid protein
75%

. e
Chain mo: 95% -

QD © OO P00 VPP PPPPPPPPPPPP 900 O 290 O 99000 2909092999999 299999

s 0
- Q
1 "

@ 00O 00O G000

o
~
=

e Molecule 3: Small outer capsid protein

80%
. T
Chain mp: 95% -

p

COOPPPO COPPP VPP PPPPPPPPP0 VP00 O O 20 2099099990 2 29990 2990

- o
© ©
||

COPOPPPOPOOO GO0

0

©
=

e Molecule 3: Small outer capsid protein
54%
Chain mq: 98% .~

Q@D OO & O VP09V PP O V0 O O V0O VO O OV OO 99999 Y > 29990 oo

n
©
=



Page 135 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

99%
. |
Chain ms: 96% ..

OOV PPPPPP090P00 0000090099090 9090909090990909099099990999999999999%99%99%99%9%9990

<
—

=]

e e e

[Te]
©Q
~

e Molecule 3: Small outer capsid protein

99%
. g™
Chain mt: 98% .

OOV PPPPPPP0P0P0P0P00 0900909090099 9090909090909099099999999999959999999%9%990

e e e A

[T}
©

=

e Molecule 3: Small outer capsid protein

96%
. [
Chain mu: 99% .

COOP PP PPPPPPPPPPPPPPPPPP 9909090909099 9909999959999999999%999%9%9%99%99

COOPPPPPP0PP0P000O0OOOO

e Molecule 3: Small outer capsid protein

99%
. g™
Chain mv: 98% -

COOPPPPPPPPPPPPPP 0900990900900 9099099099909909909909909999999%9%9%9%99%990

COOPPPPPP0P0P00O0OOOOOS

0
Q
o

e Molecule 3: Small outer capsid protein
95%

. e
Chain mw: 98% S

POOPPPO 9009000090900 P90 PPPPPPPO 9909990909999 99990999099%99%99%99%90990




Page 136 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPP0P0P00O0OOOOOS

—
©
15

e Molecule 3: Small outer capsid protein

96%
Chain mx: 96% .

OOV PPPPPPPPPPPPP 9900999099099 9999999099999909909990 2999999999

A A e

e Molecule 3: Small outer capsid protein

99%
Chain my: 96% ..
y

OOV PPPPPPP0P00P00 0009009909099 909090909090909090990999999999999599999%999%99%9990

A A A e
~

e Molecule 3: Small outer capsid protein

99%
. g™
Chain mz: 98% .

OO PPPPPPPPPPPPP90P 0900990900909 90909090909090909099999099999999999%99%99%9990

. e .

QS
&

e Molecule 3: Small outer capsid protein

99%
. g™
Chain na: 98% -

COOPPPPPPPPPPP0PPP00P0 0909090090909 909909909909099099099999999999%99%9%9990

COOPPPPPP0PP0PO0O0OOOOOS

[l
~
=

e Molecule 3: Small outer capsid protein

99%

. g
Chain nb: 98% .-



Page 137 wwPDB EM Validation Summary Report EMD-32109, 7VS5

OO PPPPPPPPPPPPP0P0 0009909009090 9909909909909090999099099099099999%99%9%99%990

. . . o aa o
- g
[

e Molecule 3: Small outer capsid protein

92%

. .
Chain nc: 95% A

OOV PPPP0PPPP0PPPP0 P P00 PPPPPPPO V9P 9909099909099 90909990999909990 290

COPOPPPO & 00090000000

7 g
[ =

E61

e Molecule 3: Small outer capsid protein
95%

. T
Chain nd: 98% S

OOV PPPPP PP PP PP PPV PPPPPPO V999 9999999999999 999999%99%9 9

COOPPP V0000000000000

0
Q
o

e Molecule 3: Small outer capsid protein

99%
. -
Chain ne: 99% .

OOV PPPPPP90P00 P00 P00 0009090909099 909099909909909909909999999959999%99%99%99%99%9990

e e e e A

e Molecule 3: Small outer capsid protein

95%
. .
Chain nf: 98% ~

OOV PPPPPPPPP0PPPPPPPPPPPPPP V9090 9999990999999 999959999%99%9%9%99

. . . aa e

Q@
&



Page 138 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

88%
. N
Chain ng: 96% .

COOPPPPPPPP VPP PPPPPPPPPPPG 9900 99090 9990990999999 999999%9%9%9%90990

<
-
=

COOPP G090 0000 o o0

QS
&

e Molecule 3: Small outer capsid protein
98%

. |
Chain nh: 98% .

COOPPPPPPPPPPPPPPPPPPPPPPPP 9909909909909 909909999999999999%9%99%9%990

COOPPPPPP0P0P00O0OOOOOS

0
Q

[

e Molecule 3: Small outer capsid protein

99%
. . g
Chain ni: 98% .-

OOV PPP PP PP PP PP 0000090909099 90909090909090990990990990999999999999%99%99%99%99%999

COOPPPP0PP0P0P00POOOOOS

0
Q
o

e Molecule 3: Small outer capsid protein

99%

. - g

Chain nj: 98% .
]

OO PPPPPPPP0P00 0000090099090 909090909090909909909999999999995995999%99%99%99%9990

<
—

%]

e

e Molecule 3: Small outer capsid protein
96%

. .
Chain nk: 98% .~

OOV PPPPPPPPPPPPPPPPPPPPPPPP V9909999999999 99999999099




Page 139 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPP0P0P0O0O0OOOOOS

0
Q
~

e Molecule 3: Small outer capsid protein

99%
Chain nl: 98% .-

OOV PPPPPP90PP PP P00 0900909090999 9999909909909909909999999959999%99%999%99%99 90

A A

0
Q
o

e Molecule 3: Small outer capsid protein
98%

. |
Chain nm: 98% =~

OOV PPPPPP P90 P09 0 P00 90 9909099090999 99999999099099099099990 29999999990

A A e e A

o~
©

m

e Molecule 3: Small outer capsid protein

96%
. ]
Chain nn: 96% N

COOPPPP 9909090090090 9000909099099 9909909909999999999999999999999%990 2

A A e e

0
©Q
~

E62

e Molecule 3: Small outer capsid protein

96%
. .
Chain no: 99% .

OO PPPPPPPPPP0PP PP P09V PPPPPPPPO 9999999999990 99999999099

.

e Molecule 3: Small outer capsid protein
96%
. e =
Chain np: 98% .



Page 140 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPO 9090000009999 P9090P09P909P999099099099990999999999999990 29999099

. . . o aa o
- g
[

e Molecule 3: Small outer capsid protein
92%

. - =
Chain nq: 98% .~

OO PPPPPPPPPPPPPP VP99V PPPG 9900 V99099990 9999999999999 990

e e e e A A

0
Q
~

e Molecule 3: Small outer capsid protein

92%
. T
Chain ns: 98% -

PO PP PPPPPPPP0PP0 P90 PPPPP9000 O O 9 9990999999599 9959999%999%99%9990

e

[Te]
©Q

~

e Molecule 3: Small outer capsid protein

99%
. g™
Chain nt: 98% .-

OOV PPPPPP0P0P0P0P90P900 0900990909099 909090909099099099999999999959999%999%99%990

e e e

w0
©
~

e Molecule 3: Small outer capsid protein

99%
. g
Chain nu: 98% -

OO PPPPPPPPPPPP0P900 0900909090090 9090909090990909099999099999999999%9%9%9%99%990

e .

]
&



Page 141 wwPDB EM Validation Summary Report EMD-32109, 7VS5

e Molecule 3: Small outer capsid protein

92%
. L e
Chain nv: 98% -

OO COPPPPPPPPPPPPPPPPPPPPPPPG 990 9909999999999 99999%99%999999 9

OO0 P0P0P000O0OOOOOS

[
~

=

e Molecule 3: Small outer capsid protein
88%

. ..
Chain nw: 98% S

OO0 P0P0000000P0PPPPPPPPP V000V PPPPPPPIPPG 00 9909090090900 299090

e R o

0
©Q
~

e Molecule 3: Small outer capsid protein
98%
Chain nx: 96% ..

OOV PPPPPPPPP0PP0PP PP P99 PPPPPP99 9999999999999 99999999%990

e e e
w0 N

e Molecule 3: Small outer capsid protein
98%
Chain ny: 98% .

OOV PPPPPPPPPPPPPPPPPPPPPPPPPPPP 9909909999999 999959999%999299 90

COOPPPPPP0P0P00O0OOOOOS

0
Q
~

e Molecule 3: Small outer capsid protein

99%
. N
Chain nz: 98% .-

OOV PPPPP PP PP PP 0000090909099 90P0909099090990990990990999999999999%99%99%99%99%99 90




Page 142 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPP0P0P00O0OOOOOS

—
©
15

e Molecule 3: Small outer capsid protein

99%
. N
Chain oa: 98% -

OOV PPPPPP90PP PP P00 0900909090999 9999909909909909909999999959999%99%999%99%99 90

A A

0
Q
o

e Molecule 3: Small outer capsid protein

99%

. g™
Chain ob: 98% -

OOV PPPPP90P00P0 P00 P90 90P0909990909999099099099099099999999599999%99%99%9%9990

e e A A

0
Q

~

e Molecule 3: Small outer capsid protein

98%
. |
Chain oc: 98% -

OOV PPPPPPPP0P0 P09 PPPPPPPPPP99999990 9999999999999 9999%9%990

e

0
©Q
~

e Molecule 3: Small outer capsid protein

96%
. e
Chain od: 98% ~

OO CPOPPPPPPPPPPPPPPPPPPPP 9990909099999 99999999999999999%99%99

A A e

N
©
m

e Molecule 3: Small outer capsid protein

99%
. |
Chain oe: 96% ..



Page 143 wwPDB EM Validation Summary Report EMD-32109, 7VS5

COOPPPPPPPPPP P00 P0P0P09090P0909099099099099099099999099099990999999%9%9%99%990

<
-
=]

. . . o aa o

QS
&

e Molecule 3: Small outer capsid protein
99%
Chain of: 96% ..

OOV PPP090 9000090000909 9009090909090 909090909090909090990909099909999099992999%99%99%99%9%990

COOPPPPPPP0P0O0P0OOOOOS

0
Q
[

E62

e Molecule 3: Small outer capsid protein
98%

. - ________________________________|
Chain og: 98% .~

OO PPPPPPPPPP P09 PP PP P99 PPPPPP9P99990 9999999999999 9999%9%990

e

[Te]
©Q

~



Page 144

wwPDB EM Validation Summary Report

EMD-32109, 7VS5

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C5 Depositor
Number of particles used 53608 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 23.1 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 0.990 Depositor
Minimum map value -0.745 Depositor
Average map value 0.000 Depositor
Map value standard deviation 0.031 Depositor
Recommended contour level 0.12 Depositor
Map size (A) 1382.4, 1382.4, 1382.4 wwPDB
Map dimensions 960, 960, 960 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.44,1.44, 1.44 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or

angles).
. Bond lengths Bond angles

Mol | Chain | ¢ o7 #|Z| >5 RMSZ #4Z| >5
1 aa 0.95 0/3493 0.94 0/4731
1 ab 0.91 0/3493 0.92 0/4731
1 ac 0.90 0/3493 0.91 0/4731
1 ad 0.93 0/3493 0.94 1/4731 (0.0%)
1 ae 0.94 0/3493 0.93 0/4731
1 af 0.90 0/3493 0.92 0/4731
1 ag 0.89 0/3493 0.94 0/4731
1 ah 0.90 0/3493 0.93 0/4731
1 ai 0.90 0/3493 0.93 0/4731
1 aj 0.91 0/3493 0.93 0/4731
1 ak 0.91 0/3493 0.90 0/4731
1 al 0.93 0/3493 0.94 0/4731
1 am 0.88 0/3493 0.94 0/4731
1 an 0.95 0/3493 0.94 0/4731
1 ao 0.93 0/3493 0.95 0/4731
1 ap 0.91 0/3493 0.92 0/4731
1 aq 0.92 0/3493 0.93 0/4731
1 ar 0.89 0/3493 0.91 0/4731
1 as 0.96 0/3493 0.97 0/4731
1 at 0.92 0/3493 0.97 0/4731
1 au 0.92 0/3493 0.92 0/4731
1 av 0.90 0/3493 0.94 1/4731 (0.0%)
1 aw 0.91 0/3493 0.95 0/4731
1 ax 0.90 0/3493 0.91 0/4731
1 ay 0.90 0/3493 0.92 0/4731
1 az 0.91 0/3493 0.92 0/4731
1 ba 0.93 0/3493 0.93 0/4731
1 bb 0.92 0/3493 0.95 0/4731
1 bc 0.90 0/3493 0.92 0/4731
1 bd 0.91 0/3493 0.94 0/4731
1 be 0.94 0/3493 0.94 0/4731
1 bf 0.96 0/3493 0.94 0/4731
1 bg 0.91 0/3493 0.93 1/4731 (0.0%)
1 bh 0.89 0/3493 0.94 0/4731

EMD-32109, 7VS5
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
1 bi 0.94 0/3493 0.94 0/4731
1 bj 0.90 0/3493 0.92 0/4731
1 bk 0.94 0/3493 0.90 0/4731
1 bl 0.92 0/3493 0.93 0/4731
1 bm 0.92 0/3493 0.93 0/4731
1 bn 0.95 0/3493 0.93 0/4731
1 bo 0.93 0/3493 0.91 0/4731
1 bp 0.92 0/3493 0.91 0/4731
1 bq 0.90 0/3493 0.91 0/4731
1 br 0.90 0/3493 0.93 1/4731 (0.0%)
1 bs 0.93 0/3493 0.93 0/4731
1 bt 0.93 0/3493 0.92 0/4731
1 bu 0.93 0/3493 0.95 0/4731
1 bv 0.91 0/3493 0.94 1/4731 (0.0%)
1 bw 0.92 0/3493 0.95 0/4731
1 bx 0.92 0/3493 0.92 0/4731
1 by 0.93 0/3493 0.97 0/4731
1 bz 0.93 0/3493 0.92 0/4731
1 ca 0.93 0/3493 0.94 0/4731
1 cb 0.92 0/3493 0.94 1/4731 (0.0%)
1 cc 0.92 0/3493 0.93 0/4731
1 cd 0.89 0/3493 0.90 0/4731
1 ce 0.93 0/3493 0.92 0/4731
1 cf 0.92 0/3493 0.91 0/4731
1 cg 0.91 0/3493 0.90 0/4731
1 ch 0.92 0/3493 0.93 0/4731
1 ci 0.89 0/3493 0.94 0/4731
1 cj 0.90 0/3493 0.93 1/4731 (0.0%)
1 ck 0.92 0/3493 0.95 0/4731
1 cl 0.92 0/3493 0.95 0/4731
1 cm 0.92 0/3493 0.93 0/4731
1 cn 0.89 0/3493 0.96 1/4731 (0.0%)
1 co 0.92 0/3493 0.93 0/4731
1 cp 0.94 0/3493 0.92 0/4731
1 cq 0.90 0/3493 0.96 0/4731
1 cr 0.91 0/3493 0.94 0/4731
1 cs 0.87 0/3493 0.93 0/4731
1 ct 0.91 0/3493 0.93 0/4731
1 cu 0.91 0/3493 0.93 0/4731
1 cv 0.92 0/3493 0.93 0/4731
1 CW 0.90 0/3493 0.92 0/4731
1 cx 0.88 0/3493 0.94 0/4731
1 cy 0.92 0/3493 0.93 0/4731
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
1 cz 0.89 0/3493 0.94 0/4731
1 da 0.91 0/3493 0.94 0/4731
1 db 0.93 0/3493 0.93 0/4731
1 dc 0.89 0/3493 0.91 0/4731
1 dd 0.90 0/3493 0.92 0/4731
1 de 0.90 0/3493 0.93 0/4731
1 df 0.93 0/3493 0.95 1/4731 (0.0%)
1 dg 0.91 0/3493 0.93 0/4731
1 dh 0.91 0/3493 0.93 0/4731
1 di 0.92 0/3493 0.94 0/4731
1 dj 0.95 0/3493 0.93 0/4731
1 dk 0.93 0/3493 0.94 0/4731
1 dl 0.88 0/3493 0.94 0/4731
1 dm 0.90 0/3493 0.94 1/4731 (0.0%)
1 dn 0.91 0/3493 0.91 0/4731
1 do 0.91 0/3493 0.90 0/4731
1 dp 0.91 0/3493 0.93 0/4731
1 dq 0.93 0/3493 0.93 0/4731
1 dr 0.92 0/3493 0.93 0/4731
1 ds 0.90 0/3493 0.94 0/4731
1 dt 0.92 0/3493 0.94 0/4731
1 du 0.93 0/3493 0.93 0/4731
1 dv 0.92 0/3493 0.93 0/4731
1 dw 0.92 0/3315 0.91 0/4488
1 dx 0.95 0/3493 0.94 0/4731
1 dy 0.93 0/3493 0.93 0/4731
1 dz 0.91 0/3493 0.93 0/4731
1 ea 0.94 0/3493 0.92 0/4731
1 eb 0.91 0/3493 0.94 1/4731 (0.0%)
1 ec 0.93 0/3493 0.90 0/4731
1 ed 0.89 0/3493 0.92 0/4731
1 ee 0.95 0/3493 0.96 0/4731
1 ef 0.98 0/3493 0.94 0/4731
1 eg 0.95 0/3493 0.92 0/4731
1 eh 0.95 0/3493 0.93 1/4731 (0.0%)
1 ei 0.94 0/3493 0.92 0/4731
1 ej 0.93 0/3493 0.91 0/4731
1 ek 0.91 0/3493 0.95 2/4731 (0.0%)
1 el 0.89 0/3493 0.95 1/4731 (0.0%)
1 em 0.92 0/3493 0.93 0/4731
1 en 0.88 0/3493 0.94 0/4731
1 €o 0.94 0/3493 0.95 0/4731
1 ep 0.89 0/3493 0.93 1/4731 (0.0%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
1 eq 0.94 0/3493 0.93 0/4731
1 er 0.93 0/3493 0.94 0/4731
1 es 0.92 0/3493 0.92 0/4731
1 et 0.89 0/3493 0.92 0/4731
1 eu 0.92 0/3493 0.92 0/4731
1 ev 0.89 0/3493 0.93 0/4731
1 ew 0.96 0/3493 0.94 0/4731
1 ex 0.93 0/3493 0.93 0/4731
1 ey 0.92 0/3493 0.92 0/4731
1 ez 0.92 0/3493 0.94 0/4731
1 fa 0.90 0/3493 0.92 0/4731
1 fb 0.94 0/3493 0.93 0/4731
1 fc 0.94 0/3493 0.93 0/4731
1 fd 0.90 0/3493 0.93 0/4731
1 fe 0.89 0/3493 0.93 0/4731
1 ft 0.90 0/3493 0.93 0/4731
1 fg 0.92 0/3493 0.92 0/4731
1 th 0.91 0/3493 0.93 0/4731
1 fi 0.92 0/3493 0.93 0/4731
1 fj 0.93 0/3493 0.93 0/4731
1 tk 0.89 0/3493 0.93 0/4731
1 fl 0.89 0/3493 0.92 0/4731
1 fm 0.89 0/3493 0.92 1/4731 (0.0%)
1 fn 0.93 0/3493 0.94 0/4731
1 fo 0.92 0/3493 0.96 0/4731
1 fp 0.94 0/3493 0.92 0/4731
1 fq 0.94 0/3493 0.92 0/4731
1 fr 0.92 0/3493 0.92 0/4731
1 fs 0.91 0/3493 0.91 0/4731
1 ft 0.93 0/3493 0.94 0/4731
1 fu 0.91 0/3493 0.94 0/4731
1 fv 0.92 0/3493 0.93 0/4731
1 fw 0.91 0/3493 0.90 0/4731
1 fx 0.91 0/3493 0.91 0/4731
1 fy 0.91 0/3493 0.89 0/4731
1 fz 0.91 0/3493 0.91 0/4731
1 ga 0.90 0/3493 0.95 0/4731
1 gb 0.87 0/3493 0.91 0/4731
1 gc 0.88 0/3493 0.93 0/4731
1 gd 0.91 0/3493 0.93 0/4731
1 ge 0.90 0/3493 0.93 0/4731
1 gf 0.89 0/3493 0.92 0/4731
1 gg 0.89 0/3493 0.95 0/4731
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
1 gh 0.91 0/3493 0.94 0/4731
1 gi 0.91 0/3493 0.91 0/4731
1 gj 0.90 0/3493 0.96 0/4731
1 gk 0.90 0/3493 0.93 0/4731
1 gl 0.88 0/3493 0.94 0/4731
1 gm 0.90 0/3493 0.92 0/4731
1 gn 0.93 0/3493 0.93 0/4731
1 go 0.91 0/3493 0.92 0/4731
1 gp 0.90 0/3493 0.92 1/4731 (0.0%)
1 gq 0.88 0/3493 0.92 0/4731
1 gr 0.90 0/3493 0.92 1/4731 (0.0%)
1 gs 0.88 0/3493 0.94 0/4731
1 gt 0.89 0/3493 0.92 0/4731
1 gu 0.90 0/3493 0.93 0/4731
1 gv 0.84 0/3493 0.90 0/4731
1 gw 0.92 0/3493 0.93 0/4731
1 gx 0.94 0/3493 0.93 1/4731 (0.0%)
1 gy 0.91 0/3493 0.93 0/4731
1 gz 0.88 0/3493 0.92 0/4731
1 ha 0.93 0/3493 0.92 1/4731 (0.0%)
1 hb 0.94 0/3493 0.90 0/4731
1 he 0.91 0/3493 0.92 0/4731
1 hd 0.92 0/3493 0.94 0/4731
2 he 0.94 0/3263 0.89 0/4430
2 hf 0.96 0/3263 0.90 0/4430
2 hg 0.94 0/3263 0.89 0/4430
2 hh 0.96 0/3263 0.92 0/4430
2 hi 0.95 0/3263 0.90 0/4430
2 hj 0.95 0/3263 0.91 0/4430
2 hk 0.96 0/3263 0.91 0/4430
2 hl 1.00 0/3263 0.91 0/4430
2 hm 0.95 0/3263 0.92 0/4430
2 hn 0.95 0/3263 0.90 0/4430
2 ho 0.96 0/3263 0.93 0/4430
3 hp 0.98 0/648 0.81 0/876
3 hq 0.97 0/648 0.82 0/876
3 hr 0.99 1/648 (0.2%) 0.85 0/876
3 hs 0.93 0/648 0.80 0/876
3 ht 1.01 1/648 (0.2%) 0.87 0/876
3 hu 0.97 0/648 0.83 0/876
3 hv 0.98 0/648 0.83 0/876
3 hw 1.00 1/648 (0.2%) 0.86 0/876
3 hx 0.96 0/648 0.83 0/876




Page 150 wwPDB EM Validation Summary Report EMD-32109, 7VS5
. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5

3 hy 0.97 0/648 0.89 0/876
3 hz 1.03 0/648 0.84 0/876
3 ia 0.98 0/648 0.83 0/876
3 ib 1.02 0/648 0.87 0/876
3 ic 0.99 0/648 0.82 0/876
3 id 0.94 0/648 0.83 0/876
3 ie 0.94 0/648 0.79 0/876
3 if 1.00 2/648 (0.3%) 0.89 0/876
3 ig 0.97 0/648 0.83 0/876
3 ih 1.03 1/648 (0.2%) 0.86 0/876
3 ii 0.98 0/648 0.86 0/876
3 ij 1.00 0/648 0.85 0/876
3 ik 0.98 0/648 0.79 0/876
3 il 0.98 0/648 0.84 0/876
3 im 1.01 0/648 0.83 0/876
3 in 0.97 0/648 0.85 0/876
3 io 0.97 0/648 0.84 0/876
3 ip 0.99 0/648 0.88 0/876
3 iq 1.01 0/648 0.83 0/876
3 ir 0.99 1/648 (0.2%) 0.83 0/876
3 is 0.97 0/648 0.82 0/876
3 it 0.99 1/648 (0.2%) 0.82 0/876
3 iu 1.01 2/648 (0.3%) 0.83 0/876
3 iv 0.99 0/648 0.86 0/876
3 iw 0.97 0/648 0.84 0/876
3 ix 0.95 0/648 0.81 0/876
3 iy 0.94 0/648 0.84 0/876
3 iz 1.04 0/648 0.85 0/876
3 ja 1.06 1/648 (0.2%) 0.85 0/876
3 jb 0.96 0/648 0.84 0/876
3 jc 0.97 1/648 (0.2%) 0.83 0/876
3 jd 1.00 0/648 0.84 0/876
3 je 0.99 0/648 0.82 0/876
3 jf 1.01 1/648 (0.2%) 0.83 0/876
3 jg 1.01 0/648 0.85 0/876
3 jh 1.03 1/648 (0.2%) 0.88 0/876
3 ji 0.98 0/648 0.83 0/876
3 j] 0.98 0/648 0.81 0/876
3 jk 0.99 0/648 0.79 0/876
3 jl 1.01 0/648 0.89 0/876
3 jm 0.99 0/648 0.83 0/876
3 jn 0.98 0/648 0.87 0/876
3 jo 1.02 1/648 (0.2%) 0.81 0/876
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5

3 ip 0.97 0/648 0.79 0/876
3 jq 0.98 0/648 0.85 0/876
3 jr 0.94 0/648 0.84 0/876
3 js 0.97 0/648 0.81 0/876
3 jt 1.00 2/648 (0.3%) 0.84 0/876
3 ju 1.01 1/648 (0.2%) 0.84 0/876
3 jv 1.03 1/648 (0.2%) 0.85 0/876
3 jw 1.02 2/648 (0.3%) 0.84 0/876
3 jx 0.97 0/648 0.82 0/876
3 jy 0.99 0/648 0.84 0/876
3 jz 0.97 0/648 0.84 0/876
3 ka 0.92 0/648 0.84 0/876
3 kb 1.04 1/648 (0.2%) 0.84 0/876
3 ke 0.99 0/648 0.81 0/876
3 kd 1.00 0/648 0.87 0/876
3 ke 0.99 0/648 0.86 0/876
3 kf 1.01 0/648 0.83 0/876
3 kg 0.99 0/648 0.83 0/876
3 kh 1.01 0/648 0.84 0/876
3 ki 1.00 1/648 (0.2%) 0.83 0/876
3 kj 1.00 0/648 0.85 0/876
3 kk 0.98 0/648 0.83 0/876
3 kl 1.02 1/648 (0.2%) 0.87 0/876
3 km 0.91 0/648 0.84 0/876
3 kn 1.03 2/648 (0.3%) 0.87 0/876
3 ko 1.02 1/648 (0.2%) 0.86 0/876
3 kp 0.98 0/648 0.86 0/876
3 kq 0.99 0/648 0.83 0/876
3 kr 0.94 1/648 (0.2%) 0.81 0/876
3 ks 0.93 0/648 0.85 0/876
3 kt 0.98 1/648 (0.2%) 0.84 0/876
3 ku 1.03 0/648 0.86 0/876
3 kv 0.99 1/648 (0.2%) 0.84 0/876
3 kw 0.97 0/648 0.80 0/876
3 kx 1.00 1/648 (0.2%) 0.88 0/876
3 ky 0.95 0/648 0.81 0/876
3 kz 0.92 0/648 0.83 0/876
3 la 0.98 0/648 0.83 0/876
3 1b 0.92 0/648 0.86 0/876
3 lc 0.95 0/648 0.82 0/876
3 1d 0.96 0/648 0.81 0/876
3 le 0.99 0/648 0.87 0/876
3 If 1.02 0/648 0.90 0/876
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5

3 lg 1.04 1/648 (0.2%) 0.88 0/876
3 lh 1.01 0/648 0.86 0/876
3 li 0.99 0/648 0.85 0/876
3 1j 1.01 0/648 0.86 0/876
3 1k 1.00 0/648 0.84 0/876
3 11 1.01 1/648 (0.2%) 0.81 0/876
3 Im 0.97 0/648 0.83 0/876
3 In 0.94 0/648 0.81 0/876
3 lo 0.92 0/648 0.79 0/876
3 Ip 1.01 1/648 (0.2%) 0.84 0/876
3 Iq 1.02 2/648 (0.3%) 0.81 0/876
3 Ir 1.03 2/648 (0.3%) 0.82 0/876
3 Is 0.97 0/648 0.81 0/876
3 It 1.04 0/648 0.87 0/876
3 lu 0.97 0/648 0.82 0/876
3 lv 0.93 0/648 0.85 0/876
3 lw 0.98 1/648 (0.2%) 0.86 0/876
3 Ix 0.94 0/648 0.84 0/876
3 ly 0.95 0/648 0.82 0/876
3 Iz 1.05 0/648 0.88 0/876
3 ma 0.99 0/648 0.80 0/876
3 mb 0.98 0/648 0.83 0/876
3 me 0.98 0/648 0.84 0/876
3 md 1.01 0/648 0.84 0/876
3 me 0.99 0/648 0.85 0/876
3 mf 0.99 0/648 0.83 0/876
3 mg 0.99 0/648 0.84 0/876
3 mh 0.97 0/648 0.84 0/876
3 mi 0.96 0/648 0.88 0/876
3 mj 1.01 0/648 0.90 0/876
3 mk 1.03 0/648 0.82 0/876
3 ml 1.05 0/648 0.88 0/876
3 mm 0.94 1/648 (0.2%) 0.83 0/876
3 mn 1.04 0/648 0.87 0/876
3 mo 1.06 2/648 (0.3%) 0.83 0/876
3 mp 1.00 2/648 (0.3%) 0.81 0/876
3 mq 1.01 0/648 0.84 0/876
3 ms 0.97 0/648 0.88 0/876
3 mt 0.90 0/648 0.86 0/876
3 mu 1.00 0/648 0.83 0/876
3 mv 0.99 0/648 0.87 0/876
3 mw 1.02 1/648 (0.2%) 0.86 0/876
3 mx 0.99 1/648 (0.2%) 0.82 0/876
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
3 my | 1.04 1/648 (0.2%) 0.85 0/876
3 mz | 0.98 0,648 0.86 0/876
3 na | 0.97 0,/648 0.83 0/876
3 nb | 0.96 0,648 0.83 0/876
3 nc | 0.97 1/648 (0.2%) 0.81 0/876
3 nd | 0.95 0,648 0.81 0/876
3 ne | 0.08 0,/648 0.83 0/876
3 nf | 0.97 0,/648 0.84 0/876
3 ng | 1.02 1/648 (0.2%) 0.86 0/876
3 nh | 0.97 0,648 0.82 0/876
3 ni 0.97 0,648 0.83 0/876
3 nj 0.92 0,/648 0.84 0/876
3 nk | 1.00 0,648 0.83 0/876
3 nl 0.95 0,/648 0.84 0/876
3 | nm | 1.03 1/648 (0.2%) 0.87 0/876
3 o | 1.00 1/648 (0.2%) 0.86 0/876
3 no | 1.04 0,648 0.84 0/876
3 np | 0.96 0,648 0.84 0/876
3 nq | 0.98 0,648 0.88 0/876
3 ns 1.00 0,/648 0.87 0/876
3 nt 0.97 0,/648 0.85 0/876
3 nu | 1.00 0,648 0.90 0/876
3 nv | 0.99 0,648 0.84 0/876
3 nw | 0.94 0,/648 0.89 0/876
3 nx | 0.97 0,/648 0.84 0/876
3 ny | 0.96 0,/648 0.83 0/876
3 nz | 0.97 1/648 (0.2%) 0.84 0/876
3 oa | 0.03 0,648 0.79 0/876
3 ob | 0.95 0,648 0.89 0/876
3 oc | 0091 0,/648 0.82 0/876
3 od | 0.98 1/648 (0.2%) 0.83 0/876
3 oe | 098 1/648 (0.2%) 0.82 0/876
3 of | 0.98 1/648 (0.2%) 0.84 0/876
3 og | 0.03 0,648 0.83 0/876
Al | Al | 093 |55/796869 (0.0%) | 0.92 | 21/1079125 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 aq 0 1
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The worst 5 of 55 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 mo 72 | ASN | CB-CG |-5.96 1.37 1.51
3 jt 14 | GLU | CD-OE1 | -5.82 1.19 1.25
3 ja 72 | ASN | CB-CG |-5.79 1.37 1.51
3 if 61 | GLU | CD-OE1 | -5.70 1.19 1.25
3 kn 62 | GLU | CD-OE1 | -5.62 1.19 1.25

The worst 5 of 21 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 dm 236 | GLN | C-N-CA | 10.00 146.71 121.70
1 cj 449 | TYR | CB-CA-C | -7.43 95.55 110.40
1 ha 344 | ARG | C-N-CA | 7.36 140.10 121.70
1 cb 483 | PRO | C-N-CA | 7.32 140.00 121.70
1 cn 449 | TYR | CB-CA-C | -6.19 98.02 110.40

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 aq 480 | GLY | 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 aa 3425 0 3371 0 0
1 ab 3425 0 3371 0 0
1 ac 3425 0 3371 0 0
1 ad 3425 0 3371 0 0
1 ae 3425 0 3371 0 0
1 af 3425 0 3371 0 0
1 ag 3425 0 3371 0 0
1 ah 3425 0 3371 0 0
1 al 3425 0 3371 0 0
1 aj 3425 0 3371 0 0
1 ak 3425 0 3371 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 al 3425 0 3371 0 0
1 am 3425 0 3371 0 0
1 an 3425 0 3371 0 0
1 a0 3425 0 3371 0 0
1 ap 3425 0 3371 0 0
1 aq 3425 0 3371 0 0
1 ar 3425 0 3371 0 0
1 as 3425 0 3371 0 0
1 at 3425 0 3371 0 0
1 au 3425 0 3371 0 0
1 av 3425 0 3371 0 0
1 aw 3425 0 3371 0 0
1 ax 3425 0 3371 0 0
1 ay 3425 0 3371 0 0
1 az 3425 0 3371 0 0
1 ba 3425 0 3371 0 0
1 bb 3425 0 3371 0 0
1 bc 3425 0 3371 0 0
1 bd 3425 0 3371 0 0
1 be 3425 0 3371 0 0
1 bf 3425 0 3371 0 0
1 bg 3425 0 3371 0 0
1 bh 3425 0 3371 0 0
1 bi 3425 0 3371 0 0
1 bj 3425 0 3371 0 0
1 bk 3425 0 3371 0 0
1 bl 3425 0 3371 0 0
1 bm 3425 0 3371 0 0
1 bn 3425 0 3371 0 0
1 bo 3425 0 3371 0 0
1 bp 3425 0 3371 0 0
1 bq 3425 0 3371 0 0
1 br 3425 0 3371 0 0
1 bs 3425 0 3371 0 0
1 bt 3425 0 3371 0 0
1 bu 3425 0 3371 0 0
1 bv 3425 0 3371 0 0
1 bw 3425 0 3371 0 0
1 bx 3425 0 3371 0 0
1 by 3425 0 3371 0 0
1 bz 3425 0 3371 0 0
1 ca 3425 0 3371 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 cb 3425 0 3370 0 0
1 cc 3425 0 3371 0 0
1 cd 3425 0 3371 0 0
1 ce 3425 0 3371 0 0
1 cf 3425 0 3371 0 0
1 cg 3425 0 3371 0 0
1 ch 3425 0 3371 0 0
1 ci 3425 0 3371 0 0
1 Cj 3425 0 3371 0 0
1 ck 3425 0 3371 0 0
1 cl 3425 0 3371 0 0
1 cm 3425 0 3371 0 0
1 cn 3425 0 3371 0 0
1 co 3425 0 3371 0 0
1 cp 3425 0 3371 0 0
1 cq 3425 0 3371 0 0
1 cr 3425 0 3371 0 0
1 cs 3425 0 3371 0 0
1 ct 3425 0 3371 0 0
1 cu 3425 0 3371 0 0
1 cv 3425 0 3371 0 0
1 cW 3425 0 3371 0 0
1 cX 3425 0 3371 0 0
1 cy 3425 0 3371 0 0
1 czZ 3425 0 3371 0 0
1 da 3425 0 3371 0 0
1 db 3425 0 3371 0 0
1 dc 3425 0 3371 0 0
1 dd 3425 0 3371 0 0
1 de 3425 0 3371 0 0
1 df 3425 0 3371 0 0
1 dg | 3425 0 3371 0 0
1 dh 3425 0 3371 0 0
1 di 3425 0 3371 0 0
1 dj 3425 0 3371 0 0
1 dk 3425 0 3371 0 0
1 dl 3425 0 3371 0 0
1 dm 3425 0 3371 0 0
1 dn 3425 0 3371 0 0
1 do 3425 0 3371 0 0
1 dp 3425 0 3371 0 0
1 dq 3425 0 3371 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 dr 3425 0 3371 0 0
1 ds 3425 0 3371 0 0
1 dt 3425 0 3371 0 0
1 du 3425 0 3371 0 0
1 dv 3425 0 3371 0 0
1 dw 3249 0 3209 0 0
1 dx 3425 0 3371 0 0
1 dy 3425 0 3371 0 0
1 dz 3425 0 3371 0 0
1 ea 3425 0 3371 0 0
1 eb 3425 0 3371 0 0
1 ec 3425 0 3371 0 0
1 ed 3425 0 3371 0 0
1 ee 3425 0 3371 0 0
1 ef 3425 0 3371 0 0
1 eg 3425 0 3371 0 0
1 eh 3425 0 3371 0 0
1 el 3425 0 3371 0 0
1 €] 3425 0 3371 0 0
1 ek 3425 0 3371 0 0
1 el 3425 0 3371 0 0
1 em 3425 0 3371 0 0
1 en 3425 0 3371 0 0
1 €o 3425 0 3371 0 0
1 ep 3425 0 3371 0 0
1 eq 3425 0 3371 0 0
1 er 3425 0 3371 0 0
1 es 3425 0 3371 0 0
1 et 3425 0 3371 0 0
1 eu 3425 0 3371 0 0
1 ev 3425 0 3371 0 0
1 ew 3425 0 3371 0 0
1 ex 3425 0 3371 0 0
1 ey 3425 0 3371 0 0
1 ez 3425 0 3371 0 0
1 fa 3425 0 3371 0 0
1 tb 3425 0 3371 0 0
1 fc 3425 0 3371 0 0
1 fd 3425 0 3371 0 0
1 fe 3425 0 3371 0 0
1 ft 3425 0 3371 0 0
1 fg 3425 0 3371 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 th 3425 0 3371 0 0
1 fi 3425 0 3371 0 0
1 fj 3425 0 3371 0 0
1 fk 3425 0 3371 0 0
1 fl 3425 0 3371 0 0
1 fm 3425 0 3371 0 0
1 fn 3425 0 3371 0 0
1 fo 3425 0 3371 0 0
1 fp 3425 0 3371 0 0
1 fq 3425 0 3371 0 0
1 fr 3425 0 3371 0 0
1 fs 3425 0 3371 0 0
1 ft 3425 0 3371 0 0
1 fu 3425 0 3371 0 0
1 fv 3425 0 3371 0 0
1 fw 3425 0 3371 0 0
1 fx 3425 0 3371 0 0
1 fy 3425 0 3371 0 0
1 fz 3425 0 3371 0 0
1 ga 3425 0 3371 0 0
1 gb 3425 0 3371 0 0
1 gc 3425 0 3371 0 0
1 gd 3425 0 3371 0 0
1 oo 3425 0 3371 0 0
1 of 3425 0 3371 0 0
1 og 3425 0 3371 0 0
1 gh 3425 0 3371 0 0
1 gi 3425 0 3371 0 0
1 o] 3425 0 3371 0 0
1 gk 3425 0 3371 0 0
1 gl 3425 0 3371 0 0
1 gm 3425 0 3371 0 0
1 gn 3425 0 3371 0 0
1 go 3425 0 3371 0 0
1 op 3425 0 3371 0 0
1 2q 3425 0 3371 0 0
1 or 3425 0 3371 0 0
1 g5 3425 0 3371 0 0
1 gt 3425 0 3371 0 0
1 gu 3425 0 3371 0 0
1 gv 3425 0 3371 0 0
1 gw 3425 0 3371 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 gx 3425 0 3371 0 0
1 oy 3425 0 3371 0 0
1 gz 3425 0 3371 0 0
1 ha 3425 0 3371 0 0
1 hb 3425 0 3371 0 0
1 he 3425 0 3371 0 0
1 hd 3425 0 3371 0 0
2 he 3208 0 3205 0 0
2 hf 3208 0 3205 0 0
2 he | 3208 0 3205 0 0
2 hh 3208 0 3205 0 0
2 hi 3208 0 3205 0 0
2 hj 3208 0 3205 0 0
2 hk 3208 0 3205 0 0
2 hl 3208 0 3205 0 0
2 hm 3208 0 3205 0 0
2 hn 3208 0 3205 0 0
2 ho 3208 0 3205 0 0
3 hp 633 0 608 0 0
3 hq 633 0 608 0 0
3 hr 633 0 608 0 0
3 hs 633 0 608 0 0
3 ht 633 0 608 0 0
3 hu 633 0 608 0 0
3 hv 633 0 608 0 0
3 hw 633 0 608 0 0
3 hx 633 0 608 0 0
3 hy 633 0 608 0 0
3 hz 633 0 608 0 0
3 1a 633 0 608 0 0
3 ib 633 0 608 0 0
3 ic 633 0 608 0 0
3 id 633 0 608 0 0
3 ie 633 0 608 0 0
3 if 633 0 608 0 0
3 ig 633 0 608 0 0
3 ih 633 0 608 0 0
3 i 633 0 608 0 0
3 ij 633 0 608 0 0
3 ik 633 0 608 0 0
3 il 633 0 608 0 0
3 im 633 0 608 0 0

Continued on next page...
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Symm-Clashes

H(added) | Clashes
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633
633
633
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633

Chain | Non-H | H(model)

n

io
1p
iq
ir
is
it
iu
iv

1w

ix
ly
1z
ja
jb
jc
jd
je
jf
jg
jh

ji

Jj

jk
jl
jm
jn
jo
jp
jd

jr

js

jt
ju
jv
Jjw
jx
Jy

jz

ka

kb
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 nk 633 0 608 0 0
3 nl 633 0 608 0 0
3 nm 633 0 608 0 0
3 nn 633 0 608 0 0
3 no 633 0 608 0 0
3 np 633 0 608 0 0
3 nq 633 0 608 0 0
3 ns 633 0 608 0 0
3 nt 633 0 608 0 0
3 nu 633 0 608 0 0
3 nv 633 0 608 0 0
3 nw 633 0 608 0 0
3 nx 633 0 608 0 0
3 ny 633 0 608 0 0
3 nz 633 0 608 0 0
3 oa 633 0 608 0 0
3 ob 633 0 608 0 0
3 oc 633 0 608 0 0
3 od 633 0 608 0 0
3 oe 633 0 608 0 0
3 of 633 0 608 0 0
3 og 633 0 608 0 0

All All 781038 0 766674 0 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 1.

There are no clashes within the asymmetric unit.

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.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
3 nf 77/80 (96%) 75 (97%) | 1(1%) | 1(1%) 39
3 | ng 77/80 (96%) 73 (95%) | 3 (4%) (1%) 39
3 | un 77/80 (96%) 74(96%) | 2(3%) | 1(1%) 39
3 ni 77/80 (96%) 74 (96%) | 2(3%) | 1(1%) 39
3 nj 77/80 (96%) 76 (99%) | 1 (1%) 0 (100 ] [100]
3 | nk 77/80 (96%) 73(95%) | 3(4%) | 1(1%) 39
3 nl 77/80 (96%) 74(96%) | 2(3%) | 1(%) 39
3 | mm 77/80 (96%) 73 (95%) | 4 (5%) 0 100 [2oo] |
3 nn 77/80 (96%) 74 (96%) 2 (3%) 1 (1%) 39
3 | mno 77/80 (96%) 75 (97%) | 2 (3%) 0 [100] [1oo] |
3 | mp 77/80 (96%) 75 97%) | 1(1%) | 1(1%) 39
3 | nq 77/80 (96%) 73(95%) | 3(4%) | 1(1%) 39
3 ns 77/80 (96%) 74 (96%) | 2(3%) | 1(1%) 39
3 nt 77/80 (96%) 75 9m%) | 1(1%) | 1(1%) 39
3 | m 77/80 (96%) 74(96%) | 2(3%) | 1(1%) 39
3 nv 77/80 (96%) 74 (96%) | 3 (4%) 0 (100 ] [100]
3 | ow 77/80 (96%) 74 (96%) | 2(3%) | 1(1%) 39
3 | nx 77/80 (96%) 75 97%) | 1(1%) | 1 (1%) 39
3 | wy 77/80 (96%) 75 97%) | 101%) | 1(1%) 39
3 | nz 77/80 (96%) 73 (95%) | 4 (5%) 0 100 [zoo] |
3 0a 77/80 (96%) 75 97%) | 1(1%) | 1(1%)
3 | ob 77/80 (96%) 73(95%) | 3(4%) | 1(1%)
3 oc 77/80 (96%) 74 (96%) | 2(3%) | 1(1%)
3 | od 77/80 (96%) 74 (96%) | 3 (4%) 0
3 oe 77/80 (96%) 75 1%) | 1(1%) | 1(1%)
3 of 77/80 (96%) 73(95%) | 3(4%) | 1(1%)
3 og 77/80 (96%) 75 097%) | 1(1%) | 1(1%)
Al | ALl | 102205/115363 (89%) | 96599 (94%) | 4674 (5%) | 932 (1%) | |21 49

5 of 932 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 aa 395 TYR
Continued on next page...

AAAAAAAAAAAAAAA



Page 176 wwPDB EM Validation Summary Report EMD-32109, 7VS5

Continued from previous page...

Mol | Chain | Res | Type
1 ad 395 TYR
1 ag 254 ILE
1 ag 395 TYR
1 al 254 ILE

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.

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 aa 345/400 (86%) 344 (100%) 1 (0%)
1 ab 345/400 (86%) 343 (99%) 2 (1%)
1 ac 345/400 (86%) 344 (100%) 1 (0%)
1 ad 345/400 (86%) 343 (99%) 2 (1%)
1 ae 345/400 (86%) 344 (100%) 1 (0%)
1 af 345/400 (86%) 345 (100%) 0
1 ag 345/400 (86%) 344 (100%) 1 (0%)
1 ah 345/400 (86%) 343 (99%) 2 (1%)
1 ai 345/400 (86%) 343 (99%) 2 (1%)
1 aj 345/400 (86%) 345 (100%) 0
1 ak 345/400 (86%) 341 (99%) 4 (1%)
1 al 345/400 (86%) 344 (100%) 1 (0%)
1 am 345/400 (86%) 341 (99%) 4 (1%)
1 an 345/400 (86%) 345 (100%) 0
1 a0 345/400 (86%) 343 (99%) 2 (1%)
1 ap 345/400 (86%) 344 (100%) 1 (0%)
1 aq 345/400 (86%) 345 (100%) 0
1 ar 345/400 (86%) 345 (100%) 0
1 as 345/400 (86%) 342 (99%) 3 (1%)
1 at 345/400 (86%) 342 (99%) 3 (1%)

Continued on next page...
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 au 345/400 (86%) 342 (99%) 3 (1%)
1 av 345/400 (86%) 343 (99%) 2 (1%)
1 aw 345/400 (86%) 343 (99%) 2 (1%)
1 ax 345/400 (86%) 344 (100%) 1 (0%)
1 ay 345/400 (86%) 343 (99%) 2 (1%)
1 az 345/400 (86%) 344 (100%) 1 (0%)
1 ba 345/400 (86%) 343 (99%) 2 (1%)
1 bb 345/400 (86%) 342 (99%) 3 (1%)
1 be 345/400 (86%) 342 (99%) 3 (1%)
1 bd 345/400 (86%) 345 (100%) 0
1 be 345/400 (86%) 344 (100%) 1 (0%)
1 bf 345/400 (86%) 343 (99%) 2 (1%)
1 bg 345/400 (86%) 342 (99%) 3 (1%)
1 bh 345/400 (86%) 343 (99%) 2 (1%)
1 bi 345/400 (86%) 341 (99%) 4 (1%)
1 bj 345/400 (86%) 345 (100%) 0
1 bk 345/400 (86%) 343 (99%) 2 (1%)
1 bl 345/400 (86%) 343 (99%) 2 (1%)
1 bm 345/400 (86%) 344 (100%) 1 (0%)
1 bn 345/400 (86%) 343 (99%) 2 (1%)
1 bo 345/400 (86%) 344 (100%) 1 (0%)
1 bp 345/400 (86%) 344 (100%) 1 (0%)
1 bq 345/400 (86%) 345 (100%) 0
1 br 345/400 (86%) 342 (99%) 3 (1%)
1 bs 345/400 (86%) 345 (100%) 0
1 bt 345/400 (86%) 344 (100%) 1 (0%)
1 bu 345/400 (86%) 342 (99%) 3 (1%)
1 bv 345/400 (86%) 345 (100%) 0
1 bw 345/400 (86%) 344 (100%) 1 (0%)
1 bx 345/400 (86%) 343 (99%) 2 (1%)
1 by 345/400 (86%) 344 (100%) 1 (0%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 bz 345/400 (86%) 342 (99%) 3 (1%)
1 ca 345/400 (86%) 342 (99%) 3 (1%)
1 cb 345/400 (86%) 344 (100%) 1 (0%)
1 cc 345/400 (86%) 345 (100%) 0
1 cd 345/400 (86%) 343 (99%) 2 (1%)
1 ce 345/400 (86%) 344 (100%) 1 (0%)
1 cf 345/400 (86%) 345 (100%) 0
1 cg 345/400 (86%) 345 (100%) 0
1 ch 345/400 (86%) 345 (100%) 0
1 ci 345/400 (86%) 344 (100%) 1 (0%)
1 cj 345/400 (86%) 343 (99%) 2 (1%)
1 ck 345/400 (86%) 344 (100%) 1 (0%)
1 cl 345/400 (86%) 344 (100%) 1 (0%)
1 cm 345/400 (86%) 342 (99%) 3 (1%)
1 cn 345/400 (86%) 345 (100%) 0
1 co 345/400 (86%) 342 (99%) 3 (1%)
1 cp 345/400 (86%) 344 (100%) 1 (0%)
1 cq 345/400 (86%) 343 (99%) 2 (1%)
1 cr 345/400 (86%) 344 (100%) 1 (0%)
1 cs 345/400 (86%) 345 (100%) 0
1 ct 345/400 (86%) 342 (99%) 3 (1%)
1 cu 345/400 (86%) 344 (100%) 1 (0%)
1 cv 345/400 (86%) 343 (99%) 2 (1%)
1 cW 345/400 (86%) 343 (99%) 2 (1%)
1 cx 345/400 (86%) 342 (99%) 3 (1%)
1 cy 345/400 (86%) 343 (99%) 2 (1%)
1 cz 345/400 (86%) 345 (100%) 0
1 da 345/400 (86%) 344 (100%) 1 (0%)
1 db 345/400 (86%) 343 (99%) 2 (1%)
1 dc 345/400 (86%) 344 (100%) 1 (0%)
1 dd 345/400 (86%) 340 (99%) 5 (1%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 de 345/400 (86%) 344 (100%) 1 (0%)
1 df 345/400 (86%) 345 (100%) 0
1 dg 345/400 (86%) 344 (100%) 1 (0%)
1 dh 345/400 (86%) 345 (100%) 0
1 di 345/400 (86%) 344 (100%) 1 (0%)
1 dj 345/400 (86%) 343 (99%) 2 (1%)
1 dk 345/400 (86%) 344 (100%) 1 (0%)
1 dl 345/400 (86%) 343 (99%) 2 (1%)
1 dm 345/400 (86%) 340 (99%) 5 (1%)
1 dn 345/400 (86%) 344 (100%) 1 (0%)
1 do 345/400 (86%) 342 (99%) 3 (1%)
1 dp 345/400 (86%) 343 (99%) 2 (1%)
1 dq 345/400 (86%) 345 (100%) 0
1 dr 345/400 (86%) 344 (100%) 1 (0%)
1 ds 345/400 (86%) 345 (100%) 0
1 dt 345/400 (86%) 342 (99%) 3 (1%)
1 du 345/400 (86%) 342 (99%) 3 (1%)
1 dv 345/400 (86%) 344 (100%) 1 (0%)
1 dw 329/400 (82%) 328 (100%) 1 (0%)
1 dx 345/400 (86%) 343 (99%) 2 (1%)
1 dy 345/400 (86%) 342 (99%) 3 (1%)
1 dz 345/400 (86%) 344 (100%) 1 (0%)
1 ea 345/400 (86%) 343 (99%) 2 (1%)
1 eb 345/400 (86%) 341 (99%) 4 (1%)
1 ec 345/400 (86%) 344 (100%) 1 (0%)
1 ed 345/400 (86%) 343 (99%) 2 (1%)
1 ee 345/400 (86%) 344 (100%) 1 (0%)
1 ef 345/400 (86%) 343 (99%) 2 (1%)
1 eg 345/400 (86%) 342 (99%) 3 (1%)
1 eh 345/400 (86%) 340 (99%) 5 (1%)
1 ei 345/400 (86%) 343 (99%) 2 (1%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 €j 345/400 (86%) 344 (100%) 1 (0%)
1 ek 345/400 (86%) 343 (99%) 2 (1%)
1 el 345/400 (86%) 343 (99%) 2 (1%)
1 em 345/400 (86%) 342 (99%) 3 (1%)
1 en 345/400 (86%) 342 (99%) 3 (1%)
1 €o 345/400 (86%) 343 (99%) 2 (1%)
1 ep 345/400 (86%) 345 (100%) 0
1 eq 345/400 (86%) 344 (100%) 1 (0%)
1 er 345/400 (86%) 343 (99%) 2 (1%)
1 es 345/400 (86%) 344 (100%) 1 (0%)
1 et 345/400 (86%) 342 (99%) 3 (1%)
1 eu 345/400 (86%) 343 (99%) 2 (1%)
1 ev 345/400 (86%) 345 (100%) 0
1 ew 345/400 (86%) 343 (99%) 2 (1%)
1 ex 345/400 (86%) 345 (100%) 0
1 ey 345/400 (86%) 343 (99%) 2 (1%)
1 ez 345/400 (86%) 341 (99%) 4 (1%)
1 fa 345/400 (86%) 344 (100%) 1 (0%)
1 fb 345/400 (86%) 345 (100%) 0
1 fc 345/400 (86%) 340 (99%) 5 (1%)
1 fd 345/400 (86%) 345 (100%) 0
1 fe 345/400 (86%) 344 (100%) 1 (0%)
1 ft 345/400 (86%) 344 (100%) 1 (0%)
1 fg 345/400 (86%) 345 (100%) 0
1 345/400 (86%) 344 (100%) 1 (0%)
1 fi 345/400 (86%) 341 (99%) 4 (1%)
1 fj 345/400 (86%) 343 (99%) 2 (1%)
1 tk 345/400 (86%) 344 (100%) 1 (0%)
1 fl 345/400 (86%) 342 (99%) 3 (1%)
1 fm 345/400 (86%) 343 (99%) 2 (1%)
1 fn 345/400 (86%) 345 (100%) 0
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 fo 345/400 (86%) 343 (99%) 2 (1%)
1 fp 345/400 (86%) 345 (100%) 0
1 fq 345/400 (86%) 344 (100%) 1 (0%)
1 fr 345/400 (86%) 342 (99%) 3 (1%)
1 fs 345/400 (86%) 340 (99%) 5 (1%)
1 ft 345/400 (86%) 344 (100%) 1 (0%)
1 fu 345/400 (86%) 343 (99%) 2 (1%)
1 fv 345/400 (86%) 344 (100%) 1 (0%)
1 fw 345/400 (86%) 343 (99%) 2 (1%)
1 fx 345/400 (86%) 343 (99%) 2 (1%)
1 ty 345/400 (86%) 345 (100%) 0
1 fz 345/400 (86%) 344 (100%) 1 (0%)
1 ga 345/400 (86%) 342 (99%) 3 (1%)
1 gb 345/400 (86%) 344 (100%) 1 (0%)
1 gc 345/400 (86%) 342 (99%) 3 (1%)
1 gd 345/400 (86%) 343 (99%) 2 (1%)
1 ge 345/400 (86%) 344 (100%) 1 (0%)
1 gf 345/400 (86%) 344 (100%) 1 (0%)
1 gg 345/400 (86%) 344 (100%) 1 (0%)
1 gh 345/400 (86%) 344 (100%) 1 (0%)
1 gi 345/400 (86%) 345 (100%) 0
1 gj 345/400 (86%) 344 (100%) 1 (0%)
1 gk 345/400 (86%) 342 (99%) 3 (1%)
1 gl 345/400 (86%) 344 (100%) 1 (0%)
1 gm 345/400 (86%) 344 (100%) 1 (0%)
1 gn 345/400 (86%) 344 (100%) 1 (0%)
1 go 345/400 (86%) 345 (100%) 0
1 gp 345/400 (86%) 345 (100%) 0
1 gq 345/400 (86%) 342 (99%) 3 (1%)
1 gr 345/400 (86%) 345 (100%) 0
1 gs 345/400 (86%) 344 (100%) 1 (0%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 ot 345/400 (86%) 339 (98%) | 6(2%) | 60 |80
1 gu 345/400 (36%) 342 (99%) | 3 (1%)

1 gv 345/400 (86%) 343 (99%) | 2 (1%)

1 | gw 345/400 (36%) | 345 (100%) 0

1 gx 345/400 (36%) | 345 (100%) 0

1 gy 345/400 (86%) 342 (99%) | 3 (1%)

1 oz 345/400 (36%) 343 (99%) | 2 (1%)

1 ha 345/400 (36%) | 345 (100%) 0

1 hib 345/400 (36%) 343 (99%) | 2 (1%)

1 he 345/400 (86%) 345 (100%) 0 |
1 hd 345/400 (36%) | 345 (100%) 0 100 ] [100]
2 he 350/361 (97%) 348 (99%) | 2 (1%)

2 hf 350/361 (97%) 346 (99%) | 4 (1%)

2 hg 350/361 (97%) | 349 (100%) | 1 (0%)

2 hh 350/361 (97%) 347 (99%) | 3 (1%)

2 hi 350/361 (97%) | 349 (100%) | 1 (0%)

2 hj 350/361 (97%) | 349 (100%) | 1 (0%)

2 hk 350/361 (97%) | 349 (100%) | 1 (0%)

2 hl 350/361 (97%) 348 (99%) | 2 (1%)

2 | hm 350/361 (97%) 348 (99%) | 2 (1%)

2 hn 350/361 (97%) | 349 (100%) | 1 (0%)

2 ho 350/361 (97%) | 349 (100%) | 1 (0%)

3 hp 66/67 (98%) 66 (100%) 0 (100 ] [100]
3 hq 66,/67 (98%) 66 (100%) 0 |
3 hr 66/67 (98%) 66 (100%) 0 100 ] [100]
3 hs 66/67 (98%) 66 (100%) 0 100 100}
3 ht 66/67 (98%) 66 (100%) 0 100 ] [ 100]
3 | hu 66/67 (98%) 66 (100%) 0 100 100}
3 hv 66/67 (98%) 65 (98%) 1(2%) | 65 |82
3 | hw 66/67 (98%) 66 (100%) 0 100 [ 100
3 hx 66/67 (98%) 65 (98%) 1(2%) | 65 |82

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
3 hy 66/67 (98%) 66 (100%) 0 100 [100]
3 hz 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 ia 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ib 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 ic 66/67 (98%) 66 (100%) 0 100 [ 100]
3 id 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ie 66,/67 (98%) 66 (100%) 0 |
3 if 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ig 66/67 (98%) 66 (100%) 0 100 ] 100}
3 ih 66/67 (98%) 66 (100%) 0 100 ] | 100]
3 i 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ij 66,/67 (98%) 66 (100%) 0 100 ] 100}
3 ik 66/67 (98%) 66 (100%) 0 100 ] [100]
3 il 66,/67 (98%) 65 (98%) | 1 (2%)

3 | im 66/67 (98%) 66 (100%) 0 100] [0
3 in 66/67 (98%) 65 (98%) | 1 (2%)

3 i0 66/67 (98%) 66 (100%) 0 [100] [ 100}
3 ip 66/67 (98%) 66 (100%) 0 100 ] [100]
3 iq 66,/67 (98%) 66 (100%) 0 |
3 ir 66/67 (98%) 66 (100%) 0 100 ] [100]
3 is 66/67 (98%) 66 (100%) 0 100 [ 100}
3 it 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 iu 66/67 (98%) 66 (100%) 0 100 ] [100]
3 iv 66/67 (98%) 65 (98%) | 1 (2%)

3 iw 66/67 (98%) 66 (100%) 0

3 ix 66/67 (98%) 66 (100%) 0 100 100}
3 iy 66/67 (98%) 66 (100%) 0 100 ] [ 100]
3 iz 66/67 (98%) 66 (100%) 0 100 100}
3 ja 66/67 (98%) 66 (100%) 0 100 ] 100}
3 ib 66/67 (98%) 66 (100%) 0 100 ] [100]
3 jc 66/67 (98%) 66 (100%) 0
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
3 id 66/67 (98%) 66 (100%) 0 100 [100]
3 je 66,/67 (98%) 66 (100%) 0 |
3 it 66/67 (98%) 66 (100%) 0 100 ] [100]
3 g 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 ih 66/67 (98%) 66 (100%) 0 100 [ 100]
3 ji 66/67 (98%) 66 (100%) 0 100 ] [100]
3 i 66,/67 (98%) 66 (100%) 0 |
3 ik 66/67 (98%) 66 (100%) 0 100 ] [100]
3 il 66,/67 (98%) 65 (98%) | 1 (2%)

3 | jm 66/67 (98%) 66 (100%) 0

3 in 66/67 (98%) 66 (100%) 0 100 ] [100]
3 jo 66,/67 (98%) 66 (100%) 0 100 ] 100}
3 ip 66/67 (98%) 66 (100%) 0 100 ] [100]
3 iq 66,/67 (98%) 66 (100%) 0 |
3 ir 66/67 (98%) 66 (100%) 0 100 ] [100]
3 is 66/67 (98%) 66 (100%) 0 100 [ 100}
3 it 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 ju 66/67 (98%) 66 (100%) 0 100 ] [100]
3 jv 66,/67 (98%) 66 (100%) 0 |
3 | jw 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ix 66/67 (98%) 66 (100%) 0 100 [ 100}
3 iy 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 iz 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ka 66/67 (98%) 66 (100%) 0 100 ] 100}
3 kb 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ke 66/67 (98%) 66 (100%) 0 100 100}
3 kd 66/67 (98%) 66 (100%) 0 100 ] [ 100]
3 ke 66/67 (98%) 65 (98%)

3 Kk 66/67 (98%) 66 (100%)

3 | ke 66/67 (98%) 66 (100%)

3 | kh 66/67 (98%) 66 (100%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
3 ki 66,/67 (98%) 6 (100%) 100 [100]
3 Kj 66,/67 (98%) 66 (100%) |
3 | Kk 66,/67 (98%) 66 (100%) |
3 Kl 66,/67 (98%) 66 (100%) |
3 | km 66,/67 (93%) 66 (100%) |
3 | kn 66/67 (98%) 65 (98%)

3 ko 66,/67 (98%) 6 (100%) 0 100] [ 200
3 | kp 66,/67 (98%) 65 (98%) | 1(2%)

3 | kq 66/67 (98%) 66 (100%) 0 [100] [ 100}
3 kr 66/67 (98%) 66 (100%) 0 100 ] | 100]
3 ks 66/67 (98%) 66 (100%) 0 100 ] [100]
3 kt 66,/67 (98%) 66 (100%) 0 100 ] 100}
3 ku 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | kv 66/67 (98%) 66 (100%) 0 100 [ 100}
3 | kw 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | kx 66/67 (98%) 65 (98%) (2%)

3 | ky 66/67 (98%) 6 (100%) 0 [100] [ 100}
3 kz 66/67 (98%) 6 (100%) 0 100 ] [100]
3 la 66/67 (98%) 6 (100%) 0 100 ] [ 100}
3 Ib 66,/67 (98%) 65 (98%) | 1(2%)

3 lc 66/67 (98%) 66 (100%) 0 [100] [ 100}
3 1d 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 le 66/67 (98%) 66 (100%) 0 100 ] [100]
3 If 66/67 (98%) 66 (100%) 0 100 ] 100}
3 g 66/67 (98%) 66 (100%) 0 100 ] [100]
3 Ih 66/67 (98%) 66 (100%) 0 100 100}
3 li 66/67 (98%) 66 (100%) 0 100 ] [ 100]
3 I 66/67 (98%) 66 (100%) 0 100 100}
3 Ik 66/67 (98%) 66 (100%) 0 100 ] 100}
3 1l 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | Im 66/67 (98%) 66 (100%) 0

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
3 In 66/67 (98%) 66 (100%) 0 100 [100]
3 o 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 Ip 66/67 (98%) 66 (100%) 0 100 ] [100]
3 Iq 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 It 66/67 (98%) 66 (100%) 0 100 [ 100]
3 Is 66/67 (98%) 66 (100%) 0 100 ] [100]
3 It 66,/67 (98%) 65 (98%) | 1(2%)

3 Iu 66,/67 (98%) 66 (100%) 0 100] ['00
3 Iv 66,/67 (98%) 64 (97%) | 2(3%) | 41 68
3 lw 66/67 (98%) 66 (100%) 0

3 Ix 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ly 66,/67 (98%) 66 (100%) 0 100 ] 100}
3 Iz 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | ma 66/67 (98%) 66 (100%) 0 100 [ 100}
3 | mb 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | me 66/67 (98%) 66 (100%) 0 100 [ 100}
3 | md 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 | me 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | mf 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 | mg 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | mn 66/67 (98%) 66 (100%) 0 100 [ 100}
3 | mi 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 mj 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | mk 66/67 (98%) 66 (100%) 0 100 ] 100}
3 ml 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | mm 66/67 (98%) 66 (100%) 0 100 100}
3 | mn 66/67 (98%) 66 (100%) 0 100 ] [ 100]
3 | mo 66/67 (98%) 66 (100%) 0 100 100}
3 | mp 66/67 (98%) 66 (100%) 0 100 ] 100}
3 | mq 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | ms 66/67 (98%) 65 (98%) | 1(2%) | 65 |82

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
3 | mt 66/67 (98%) 66 (100%) 0 100 [100]
3 | mu 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 | mv 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | mw 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 | mx 66/67 (98%) 66 (100%) 0 100 [ 100]
3 | my 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | mz 66/67 (98%) 66 (100%) 0 100 ] | 100}
3 | ma 66,/67 (98%) 65 (98%) | 1(2%) | 65 |82
3 | b 66,/67 (98%) 66 (100%) 0 100] [ 200
3 ne 66,/67 (98%) 65 (98%) | 1(2%) | 65 |82
3 | nd 66,/67 (98%) 66 (100%) 0
3 | ne 66,/67 (98%) 66 (100%) 0 100 ] 100}
3 nf 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ng 66,/67 (98%) 66 (100%) 0 |
3 nh 66/67 (98%) 66 (100%) 0 100 ] [100]
3 ni 66/67 (98%) 66 (100%) 0 100 [ 100}
3 nj 66,/67 (98%) 65 (98%) | 1 (2%)

3 | nk 66/67 (98%) 66 (100%) 0

3 nl 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 | mm 66/67 (98%) 66 (100%) 0 100 ] [100]
3 | m 66/67 (98%) 66 (100%) 0 100 [ 100}
3 no 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 np 66/67 (98%) 66 (100%) 0 100 ] [100]
3 nq 66,/67 (98%) 66 (100%) 0 |
3 ns 66/67 (98%) 66 (100%) 0 100 ] [100]
3 nt 66/67 (98%) 66 (100%) 0 100 100}
3 nu 66/67 (98%) 66 (100%) 0 100 ] [ 100]
3 | w 66/67 (98%) 65 (98%) | 1(2%) | 65 |82
3 | ow 66/67 (98%) 66 (100%) 0 [100] [ 100}
3 | nx 66,/67 (98%) 65 (98%) | 1(2%) | 65 |82
3 | uy 66/67 (98%) 66 (100%) 0 100] [ 200

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
3 nz 66/67 (98%) 66 (100%) 0 100 [100]
3 oa 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 ob 66/67 (98%) 66 (100%) 0 100 ] [100]
3 oc 66/67 (98%) 66 (100%) 0 100 ] [ 100}
3 | od 66/67 (98%) 66 (100%) 0 100 [ 100]
3 oe 66/67 (98%) 66 (100%) 0 100 ] [100]
3 of 66/67 (98%) 66 (100%) 0 100 ] | 100}
3 og 66/67 (98%) 66 (100%) 0 100 ] [100]

All | ALl | 79356/89895 (88%) | 79020 (100%) | 336 (0%)

5 of 336 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
fl 450 TYR
gu 305 GLU
fr 101 ARG
gc 305 GLU
hf 174 LYS

N | —]| =+

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 59
such sidechains are listed below:

Mol | Chain | Res | Type
1 dx 145 HIS
3 ja 72 ASN
1 er 83 GLN
2
1

hi 384 ASN
gr 83 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.


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

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#polymer_linkage
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-32109. These allow visual inspection
of the internal detail of the map and identification of artifacts.

No raw map or half-maps were deposited for this entry and therefore no images, graphs, etc.
pertaining to the raw map can be shown.

6.1 Orthogonal projections (i)

6.1.1 Primary map

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

6.2 Central slices (i)

6.2.1 Primary map

X Index: 480 Y Index: 480 7 Index: 480


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

Page 191 wwPDB EM Validation Summary Report EMD-32109, 7VS5

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

6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 750 Y Index: 212 7 Index: 750

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

6.4 Orthogonal surface views (i)

6.4.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.12.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
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6.5 Mask visualisation (i)

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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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
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Map value

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


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

166 Volume estimate
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The volume at the recommended contour level is 19040 nm?; this corresponds to an approximate
mass of 17199 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 0.294 A1


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

This section was not generated. No FSC curve or half-maps provided.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-32109 and PDB
model 7VS5. Per-residue inclusion information can be found in section 3 on page 45.

9.1 Map-model overlays

9.1.1 Map-model overlay (1)

9.1.2 Map-model assembly overlay (1)

The images above show the 3D surface view of the map at the recommended contour level 0.12 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay

Page 198 wwPDB EM Validation Summary Report EMD-32109, 7VS5

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 (0.12).

WORLDWIDE

P

PROTEIN DATA BANK


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

Atom inclusion
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At the recommended contour level, 67% of all backbone atoms, 53% of all non-hydrogen atoms,
are inside the map.


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

The table lists the average atom inclusion at the recommended contour level (0.12) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.5307 . 0.4110
aa B 0.6415 . 0.4500
ab B 0.6445 . 0.4540
ac w 0.6293 B 0.4510
ad w 0.6484 m 0.4510
ae B 0.6207 . 0.4420
af B 0.6077 . 0.4390
ag B 0.6154 . 0.4320
ah B 0.5429 . 0.4180
ai B 0.5367 . 0.4310
aj m 0.5578 . 0.4400
ak m 0.5827  0.4450
al B 0.6204 . 0.4390
am B 0.5857 . 0.4360
an B 0.6035 . 0.4480
ao B 0.6080 . 0.4490
ap B 0.6041 . 0.4390
aq  0.6207 . (0.4400
ar B 0.6065 . 0.4430
as B 0.6124 . 0.4240
at B 0.5907 . 0.4240
au B 0.5420 . 0.4120
av B 0.5741 . 0.4300
aw 05887 . 0.4340
ax m 0.5762 . 0.4230
ay B 0.6068 . 0.4480
az B 0.6071 . (0.4480
ba B 0.6166 . 0.4360
bb B 0.6142 . 0.4370
be B 0.6065 . 0.4360
bd  0.6086 I 0.4360
be w 0.6311  0.4540
bf B 0.6187 . 0.4460
bg B 0.6469 . 0.4420
bh B 0.6296 . 0.4470

Continued on next page...

1.0

0.0
M <0.0
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Continued from previous page...

Chain Atom inclusion Q-score
bi m 0.6163 . 0.4420
bj  0.6377 B 0.4410
bk B 0.6463 . 0.4370
bl B 0.6386 . (0.4460
bm B 0.6380 . (0.4480
bn B 0.6489 . (0.4450
bo  0.6552  0.4410
bp  0.6576  0.4500
bq B 0.5884 B 0.4150
br B 0.6195 . 0.4230
bs B 0.6062 . 0.4170
bt B 0.5741 . 0.4120
bu B 0.5108 . 0.4020
bv m 0.5468 m 0.4130
bw m 0.5964  0.4400
bx B 0.5631 . 0.4250
by B 0.5985 . 0.4360
bz B 0.6065 . (0.4380
ca B 0.6059 . 0.4390
ch B 0.6047 . 0.4390
cc w 0.6127 . 0.4300
cd w 0.6415 m 0.4360
ce B 0.6475 . 0.4270
cf B 0.6270 . (0.4350
cg  0.6047 . 0.4260
ch  0.5949 . 0.4260
ci mm 0.5777 . 0.4030
Cj m 0.5206 . 0.3920
ck B 0.5792 B 0.4010
cl w 0.6344 . 0.4180
cm B 0.6353 . (0.4240
cn B 0.6160 . (0.4200
co B 0.5919 B 0.4150
cp m 0.5720 . 0.4050
cq B 0.5468 . 0.3920
cr B 0.5141 B 0.3840
cs B 0.5046 . 0.3970
ct B 0.5702 . (0.4100
cu B 0.5696 . 0.4070
cv B 0.5515 . (0.4060
W m 0.5497 m 0.4110
cx B 0.5441 . 0.4080

Continued on next page...
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Chain Atom inclusion Q-score
cy  0.5307 . 0.4020
cz B 0.5649 B 0.4100
da B 0.5545 . 0.4170
db B 0.5993 . (0.4300
dc B 0.6041 . (0.4270
dd  0.5809 . 0.4070
de m 0.5750 . 0.3930
df B 0.5637 . 0.4020
dg B 0.5189 . 0.3820
dh B 0.5331 . 0.4050
di B 0.5691 . (0.3920
dj B 0.6478 . 0.4030
dk m 0.5907 . 0.4020
dl m 0.5423 . 0.3920
dm B 0.6290 . 0.4340
dn B 0.6282 . 0.4260
do B 0.6243 . 0.4230
dp B 0.6175 . (0.4200
dq B 0.6011 . 0.4270
dr w 0.6181 . 0.4320
ds m 0.5708 m 0.4130
dt B 0.5601 . 0.4290
du B 0.5548 . 0.4370
dv . 0.5747 . 0.4340
dw B 0.5815 . (0.4280
dx B 0.5898 B 0.4110
dy w 0.6118 . 0.4470
dz B 0.6326 . 0.4500
ea B 0.6418 B 0.4450
eb B 0.6448 . (0.4450
ec  0.6424 . (0.4470
ed B 0.6130 . (0.4440
ee B 0.6781 . 0.4480
ef  0.6659 m 0.4550
eg e 0.6409 . 0.4490
eh B 0.6335 . 0.4470
ei B 0.6683 . (0.4450
€] e 0.6941 . 0.4550
ek B 0.6154 . (0.4410
el m 0.6050 m 0.4310
em m 0.6005 I 0.4380
en B 0.6109 . 0.4440
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Chain Atom inclusion Q-score
€o w 0.6451  0.4450
ep B 0.6362 . 0.4390
eq B 0.6130 . (0.4340
er B 0.6216 . 0.4380
es B 0.6062 . (0.4400
et  0.6184 . (0.4470
eu  0.6201 . (0.4400
ev B 0.6154 B 0.4350
ew B 0.6163 B 0.4460
ex B 0.6112 . (0.4380
ey B 0.6424 . (0.4460
ez  0.6377 . (0.4480
fa  0.6276 . 0.4470
tb  0.6344 . 0.4470
fc B 0.6198 . 0.4330
fd B 0.5812 . 0.4290
fe B 0.6062 . (0.4370
ft B 0.6204 . 0.4290
fg B 0.6231 . (0.4400
th w 0.6341  0.4460
fi m 0.6059 m 0.4160
fj B 0.5931 . 0.4170
fk B 0.5367 . 0.4110
fl B (0.5385 . 0.4180
fm B 0.5705 . (0.4300
fn B 0.5705 . (0.4200
fo m 0.6124 m 0.4350
fp B 0.5943 . 0.4270
fq  0.6531 . 0.4420
fr B 0.6564 . (0.4420
fs B 0.6436 . 0.4390
ft B 0.6403 . (0.4500
fu w 0.6516 m 0.4310
fv  0.6264  0.4360
fw B 0.6011 . 0.4230
fx B 0.6011 . 0.4220
fy B 0.6353 . 0.4190
fz B 0.6341 . 0.4140
ga B (0.5432 . (0.4100
gb  0.4954  0.4060
gc m 0.5239 . 0.4090
gd B 0.5747 B 0.4170
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Chain Atom inclusion Q-score
ge m 0.6068 . 0.4280
gf B 0.6100 . 0.4230
gg B 0.5298 . 0.3810
gh B 0.5530 . 0.4000
gi B 0.5533 - 0.3930
gj  0.5334 . 0.3740
gk m 0.5043 . 0.3700
gl B 0.5055 . 0.3660
gm B 0.6285 . 0.4270
gn B 0.6175 . 0.4310
go B 0.6115 . 0.4290
gp B 0.5818 . (0.4240
gq B 0.5786 . 0.4280
or B 0.6148 . 0.4250
gs B 0.5132 . 0.3970
gt B 0.5272 . 0.4040
gu B 0.5673 . 0.4110
gv B 0.6068 . 0.4140
gw B 0.5928 . 0.3880
gx m 0.5492 . 0.3940
gy w 0.6201 . 0.4230
gz B 0.6415 . 0.4100
ha B 0.6751 . 0.4090
hb B 0.6834 . (0.4200
hc B 0.6570 . 0.4270
hd B 0.6124 . 0.4220
he m 0.5226 . 0.4120
hf B 0.5147 . 0.4120
hg B 0.5195 . 0.4100
hh B 0.5283 . (0.4200
hi B 0.5283 . 0.4170
hj B 0.5296 . 0.4020
hk m (0.5442  (0.3970
hl m 0.5647 = 0.3930
hm B 0.5502 . 0.4050
hn B 0.5600 . 0.4180
ho B (0.4425 . 0.3960
hp I 0.1608 . 0.3340
hq . 0.3489 . 0.4020
hr . 0.1254 I 0.3660
hs . 0.0820 . 0.3390
ht I 0.0386 . 0.3410

Continued on next page...



Page 205

wwPDB EM Validation Summary Report

EMD-32109, 7VS5

Continued from previous page...

Chain Atom inclusion Q-score
hu I 0.0965 I 0.3150
hv I 0.2315 . 0.3690
hw I (0.1656 . (0.3680
hx I (0.1785 . (0.3590
hy . (0.1093 . (0.3500
hz . (0.2588 . 0.3470
ia . 0.1929 . 0.3410
ib I 0.1881 . 0.3910
ic . 0.2749 . 0.3610
id I 0.0257 . (0.3640
ie I (0.1093 . (0.3560
if I 0.0916 . (0.3440
ig . 0.1174 . 0.3630
ih  0.3039 m 0.3810
ii I 0.1945 . 0.3690
ij . 0.3328 . 0.3750
ik . 0.2267 . (0.3670
il N (0.0482 . (0.3220
im . 0.1415 m 0.3510
in  0.0965 . 0.3490
io I 0.0386 . 0.3040
ip I 0.1254 . 0.3680
iq I (0.0450 . (0.3060
ir N 0.0691 - 0.3280
is N 0.0852 . (0.3240
it . 0.1286  0.3610
iu m 0.1511 . 0.3460
iv I 0.0868 . 0.3450
iw I 0.0675 . 0.3320
ix Il 0.0145 - 0.3290
iy I 0.0305 . (0.3230
iz . (0.2331 . (0.3540
ja . 0.3312 . 0.4040
jb I 0.0161 . 0.3460
jc I 0.0032 . 0.2720
jd I 0.1093 . 0.3620
je I 0.1367 . (0.3570
jf . (0.1801 . (0.3750
jg I (0.2685 . 0.3730
jh I 0.0965 . 0.3070
ji . 0.1093 . 0.3170
jj I 0.1093 . 0.3120
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Chain Atom inclusion Q-score
jk . 0.1045 . 0.3250
jl . 0.2331 . 0.3570
jm . (0.1238 . (0.3580
jn I 0.0916 . 0.3160
jo . 0.0900 I (0.3160
ip I 0.0193 . 0.3040
ja . 0.0482 . 0.2950
jr I (0.1785 . 0.3620
js . 0.2235 . 0.3500
jt . (0.1109 . (0.3020
ju I (0.1286 . (0.3220
jv I 0.0386 I (0.3160
jw I 0.0547 I 0.3060
jx . 0.1897 - 0.3280
jy I 0.1415 B 0.3110
jz . 0.0177 . 0.2470
ka I 0.0113 . 0.2560
kb I 0.0949 . 0.2890
ke I 0.0531 . 0.2920
kd . 0.0402 . 0.2610
ke I 0.0563 . 0.2540
kf I 0.0804 . 0.2910
kg . (0.1190 . (0.2830
kh I (0.1592 . (0.3360
ki . (0.1302 - 0.3270
kj . (0.0482 . 0.2260
kk . 0.0627 . 0.2270
kl I 0.0161 . 0.2720
km I 0.0016 . 0.2700
kn I 0.0579 . (0.3000
ko I 0.0338 . (0.2700
kp I (0.0145 . (0.2780
kq . 0.0643 . 0.2830
kr . 0.0627 I 0.2810
ks I 0.1190 . 0.3150
kt . 0.1029 . 0.3100
ku I (0.1286 . (0.3280
kv I 0.0096 . (0.2520
kw I 0.0161 . (0.2560
kx I 0.0193 . 0.2000
ky . 0.0000 . 0.1780
kz . 0.0177 I 0.1810
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Chain Atom inclusion Q-score
la . 0.2476 . 0.3480
b I 0.0900 . 0.3270
lc I (0.1383 . (0.3200
1d . (0.1206 . (0.3600
le . (0.1720 . (0.3540
If . 0.2540 . 0.3690
lg I 0.0563 . 0.3450
lh . 0.2283 . 0.3620
li I 0.1688 . 0.3410
1j . 0.1977 . (0.3550
1k I (0.2058 . (0.3610
11 I (0.1768 . (0.3520
Im . 0.2138 I 0.3760
In . 0.1929 - 0.3320
lo . 0.1238 . 0.3420
Ip B 0.2154 . 0.3440
Iq . 0.3071 . (0.3440
Ir I (0.2186 . (0.3690
Is . 0.1720 . 0.3600
It . 0.4212  0.3940
lu mm 0.3215 I 0.3610
v I 0.0691 . 0.3270
lw I (0.1897 . (0.3580
Ix . (0.1190 . (0.3500
ly I 0.0949 . 0.3190
1z . 0.1720 = 0.3600
ma . 0.1206 . 0.3390
mb I 0.0547 . 0.3330
mce . 0.1174 . 0.3720
md I 0.1817 . (0.3570
me I (0.2878 . 0.3720
mf I (0.2653 . (0.3480
mg . 0.2412 I 0.3710
mh . 0.1238 . 0.3120
mi . 0.2170 . 0.3620
mj I 0.2846 . 0.3720
mk . (0.3441 . (0.3750
ml . 0.0772 . 0.3400

mm I (0.0225 . (0.3130
mn I 0.2444 I 0.3380
mo . 0.2733 I 0.3580
mp I 0.2685 . 0.3500
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Chain Atom inclusion Q-score
mq . 0.3907 I 0.3850
ms I 0.0804 . 0.3220
mt I 0.0643 . (0.3440
mu . 0.0723 . 0.2690
mv I 0.0788 . 0.2990
mw . 0.1479 I 0.3570
mx . 0.1125 . 0.3260
my I 0.0579 . 0.3050
mz I 0.0756 . 0.3010
na . 0.0129 . 0.2930
nb . 0.0225 . 0.2690
nc I 0.1511 . (0.3370
nd I 0.1608 . 0.3630
ne I 0.0659 m 0.3110
nf I 0.1093 . 0.2800
ng . 0.2042 . 0.3520
nh I 0.0547 . 0.2950
ni . 0.0113 . 0.2740
nj I 0.0113 . 0.2560
nk I 0.0563 . 0.3190
nl . 0.0707 . 0.2830
nm I 0.0418 . 0.2720
nn . 0.0900 . 0.2880
no N 0.1511 . 0.3400
np I (0.1013 . 0.3550
nq . 0.1238 I 0.3010
ns I 0.1608 . 0.2900
nt I 0.0064 . 0.2260
nu I 0.0048 . 0.1990
nv N 0.1367 . 0.2860
nw . 0.1994 . 0.3080
nx I 0.0659 . 0.3170
ny m 0.0514 . 0.3210
nz I 0.0305 . 0.2830
oa I 0.0289 I 0.2920
ob I 0.0354 . 0.2100
oc I 0.0193 . 0.2520
od . 0.1029 . 0.2500
oe . 0.0579 . 0.2160
of . 0.0273 . 0.2860
og I 0.0498 . 0.2520
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