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This is a wwPDB EM Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

The following versions of software and data (see references (1)) were used in the production of this report:

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

Validation Pipeline (wwPDB-VP) : 2.49
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 4.39 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 Model-Map Fit Percentile Ranks Value
Q-score I | l I .32
Worse Better

I Percentile relative to all EM structures

I] Percentile relative to EM structures of similar resolution

Metri EM structures Similar EM resolution
erhe (#Entries) (#Entries, resolution range(A))
Q-score 25397 3132 (1 3.91-4.90)

MolProbity failed to run properly - the sequence quality summary graphics cannot be shown.
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2 Entry composition (i)

There are 18 unique types of molecules in this entry. The entry contains 3871365 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 Auxiliary capsid protein gp36.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 ADOL 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADO2 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADO3 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADO4 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADO5 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADO6 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADO7 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADO8 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADO9 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADIO 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADLL 333 2542 1624 410 498 10 0 0

Total C N O S
1| A0L2 333 9542 1624 410 498 10 0 0

Total C N O S
1 | ADI3 333 9542 1624 410 498 10 0 0

Total C N O S
1 AD14 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADL5 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADI6 333 2542 1624 410 498 10 0 0

Total C N O S
1 ADL7 333 2542 1624 410 498 10 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 A018 333 gggl 16%4 411]0 488 1S() 0 0
1 AOL9 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A020 333 gggl 1(?24 411]0 488 1S() 0 0
! A021 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 A022 333 rgggl 16CQ4 411]0 488 1SO 0 0
Uaos s | 0 00 o aos 1 0 0
Ul s | 0 00 o aos 10 0 0
Ulaos s | 0 00 o aos 10 0 0
Ul s | 0 00 o aos 10 0 0
Ul s | 0 00 o aos 10 0 0
Ulaos s | 0 00 o aes 10 0 0
1 A029 333 gggl 16024 41110 4(;8 1SO 0 0
1 A030 333 gggl 16024 41110 4(;8 1SO 0 0
1 A031 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A032 333 ggZan 16024 411]0 488 1SO 0 0
! A033 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A034 333 122?21 16(5324 411]0 488 1SO 0 0
! A035 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A036 333 ggzzl 1(?24 41110 488 180 0 0
1 AO3T 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A038 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A039 333 gggl 16%4 41110 488 1S() 0 0
1 A040 333 gggl 16024 41110 488 1S() 0 0
1 A041 333 g‘;gl 1(?24 41110 488 1SO 0 0
! A042 333 ggﬁlzl 16024 411]0 488 1SO 0 0
Ulams s |0 00 0 s 10 0 0
Ulaom s | 0 00 o aos 10 0 0
Ulaos s | 0 00 o aos 10 0 0
R I S PR 0 0
Ulaor s | 0 00 o aos 10 0 0
Ulaoss s | 0 00 o a8 10 0 0
Ul || 0 00 o aos 10 0 0
1 A0S0 333 2(5)1321 16024 41110 4(;8 1SO 0 0
1 A051 333 gggl 16024 41110 4(;8 1SO 0 0
1 A052 333 gggl 1(?24 411]0 488 ISO 0 0
! A053 333 gggl 16024 411]0 488 1SO 0 0
! A054 333 gggl 1(?24 411]0 4(9)8 1S() 0 0
! A055 333 122?21 16(5324 411]0 488 1SO 0 0
! A056 333 gggl 1(?24 411]0 4(9)8 ISO 0 0
1 AOST 333 ggzzl 1(?24 41110 488 180 0 0
1 A058 333 1;(;2321 1(?24 41110 488 180 0 0
1 A059 333 gggl 1(?24 41110 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A060 333 gggl 16%4 41110 488 1S() 0 0
1 A061 333 gggl 16024 41110 488 1S() 0 0
1 A062 333 g‘;gl 1(?24 41110 488 1SO 0 0
! A063 333 ggﬁlzl 16024 411]0 488 1SO 0 0
Ul s |0 00 0 s 10 0 0
U s | 0 60 o aos 10 0 0
U |83 | 0 60 o aos 10 0 0
Ut s | 0 60 o aos 10 0 0
U s | 0 00 o aos 10 0 0
U s | 0 60 o a0s 10 0 0
U s | 0 60 o aos 10 0 0
1 AOTL 333 2(5)1321 16024 41110 4(;8 1SO 0 0
1 AOT2 333 gggl 16024 41110 4(;8 1SO 0 0
1 A0T3 333 gggl 1(?24 411]0 488 ISO 0 0
! A0 333 gggl 16024 411]0 488 1SO 0 0
! A0S 333 gggl 1(?24 411]0 4(9)8 1S() 0 0
! AOT6 333 122?21 16(5324 411]0 488 1SO 0 0
! AOTT 333 gggl 1(?24 411]0 4(9)8 ISO 0 0
1 AOT8 333 ggzzl 1(?24 41110 488 180 0 0
1 A0T9 333 1;(;2321 1(?24 41110 488 180 0 0
1 A0S0 333 gggl 1(?24 41110 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 AO81 333 gggl 16%4 411]0 488 1S() 0 0
1 A082 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A083 333 gggl 1(?24 411]0 488 1S() 0 0
! A084 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 AO85 333 rgggl 16CQ4 411]0 488 1SO 0 0
Uaose s 0 60 ho aos 10 0 0
Ut s | 0 60 o aos 10 0 0
Uolaoss s | 0 00 o a8 10 0 0
Ulaos || 0 00 o aos 10 0 0
Ul | | 0 00 o aos 10 0 0
U s | 0 00 o aos 10 0 0
1 A092 333 gggl 16024 41110 4(;8 1SO 0 0
1 A093 333 gggl 16024 41110 4(;8 1SO 0 0
1 A0 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A095 333 ggZan 16024 411]0 488 1SO 0 0
! A096 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! AO9T 333 122?21 16(5324 411]0 488 1SO 0 0
! A098 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A099 333 ggzzl 1(?24 41110 488 180 0 0
1 AL00 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 AL01 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A102 333 gggl 16%4 411]0 488 1S() 0 0
1 AlL03 333 g‘;gl 16%4 41110 488 1S() 0 0
1 AlL04 333 gggl 1(?24 411]0 488 1S() 0 0
! A105 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 AT06 333 rgggl 16CQ4 411]0 488 1SO 0 0
U s | 0 00 o aos 1o 0 0
Ulaws s | 0 00 o aos 10 0 0
Came s | 0 00 o aos 10 0 0
Ulamo s | 0 00 o aos 10 0 0
Clam s | 0 00 o aos 10 0 0
Uz s | 0 00 o aes 1 0 0
1 ALL3 333 2(5) ElaQI 1 6024 41110 4(;8 1SO 0 0
1 Alld 333 gg ZaQI 1 6024 41110 4(;8 1SO 0 0
1 ALLS 333 gggl 1(?24 411]0 4(38 ISO 0 0
! ALLG 333 gg ElaQI 1 6024 411]0 488 1SO 0 0
! ALLT 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! ALIS 333 122 ElaQI 1 6(5324 411]0 488 1SO 0 0
! ALY 333 122 ZE;I 1 (?24 411]0 4(9)8 180 0 0
1 AL20 333 ggzzl 1(?24 41110 488 180 0 0
1 Al21 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 Al22 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 Al23 333 gggl 16%4 411]0 488 1S() 0 0
1 Al 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A125 333 gggl 1(?24 411]0 488 1S() 0 0
! AL26 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 AL27 333 rgggl 16CQ4 411]0 488 1SO 0 0
Ul s | 000 o aes 1 0 0
Ulam s | 0 00 o aes 10 0 0
U s | 0 00 o aos 10 0 0
Clas s | 0 00 o aos 1 0 0
Ul s | 0 00 o aos 1 0 0
Ulass s | 0 00 o aos 10 0 0
1 Al3d 333 gggl 16024 41110 4(;8 1SO 0 0
1 AL35 333 gggl 16024 41110 4(;8 1SO 0 0
1 AL36 333 gggl 1(?24 411]0 4(38 ISO 0 0
! AL3T 333 ggZan 16024 411]0 488 1SO 0 0
! AlL38 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! AlL39 333 122?21 16(5324 411]0 488 1SO 0 0
! AL40 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 Aldl 333 ggzzl 1(?24 41110 488 180 0 0
1 Ald42 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 Ald3 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 Aldd 333 gggl 16%4 411]0 488 1S() 0 0
1 ALd5 333 g‘;gl 16%4 41110 488 1S() 0 0
1 AL46 333 gggl 1(?24 411]0 488 1S() 0 0
! AT 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 Al48 333 rgggl 16CQ4 411]0 488 1SO 0 0
Ul s | 0 00 o aos 10 0 0
Caso s | 0 00t aos 1 0 0
UasL s | 0 00 o aos 10 0 0
Ulasz s | 0 00 o aos 10 0 0
Ulass s | 0 60 o aos 10 0 0
Ulass s | 0 00 o a8 10 0 0
1 AL55 333 gggl 16024 41110 4(;8 1SO 0 0
1 AL56 333 gggl 16024 41110 4(;8 1SO 0 0
1 ALST 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A58 333 ggZan 16024 411]0 488 1SO 0 0
! AL59 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! AT60 333 122?21 16(5324 411]0 488 1SO 0 0
! AlL61 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 Al162 333 ggzzl 1(?24 41110 488 180 0 0
1 Al63 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 AlL64 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 ATL65 333 gggl 16%4 411]0 488 1S() 0 0
1 AT66 333 g‘;gl 16%4 41110 488 1S() 0 0
1 AL67 333 gggl 1(?24 411]0 488 1S() 0 0
! Al68 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 AT69 333 rgggl 16CQ4 411]0 488 1SO 0 0
LA s | 0 00 o aos 1 0 0
Clam s |0 00 o a1 0 0
Uam s | 0 00 e aos 1 0 0
Uams s | 0 60 o aos 1 0 0
Ulam s |0 00 o aos 10 0 0
Ul s | 0 60 o aos 10 0 0
1 ALTG 333 gggl 16024 41110 4(;8 1SO 0 0
1 ALTT 333 gggl 16024 41110 4(;8 1SO 0 0
1 ALT8 333 gggl 1(?24 411]0 4(38 ISO 0 0
! AL 333 ggZan 16024 411]0 488 1SO 0 0
! AL80 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A8l 333 122?21 16(5324 411]0 488 1SO 0 0
! Al182 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 AlL83 333 ggzzl 1(?24 41110 488 180 0 0
1 Alsd 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 AL85 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 AI86 333 gggl 16%4 411]0 488 1S() 0 0
1 AI8T 333 g‘;gl 16%4 41110 488 1S() 0 0
1 Al88 333 gggl 1(?24 411]0 488 1S() 0 0
! AL89 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 AL90 333 rgggl 16CQ4 411]0 488 1SO 0 0
Um0 00 o aes 10 0 0
vl s | 0 00 o aes 10 0 0
U s | 0 00 o aos 10 0 0
Ul o | 0 00 o aos 10 0 0
Ul s | 0 00 o a8 10 0 0
U s | 0 00 o a8 10 0 0
1 AL9T 333 gggl 16024 41110 4(;8 1SO 0 0
1 AL98 333 gggl 16024 41110 4(;8 1SO 0 0
1 AL99 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A200 333 ggZan 16024 411]0 488 1SO 0 0
! A201 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A202 333 122?21 16(5324 411]0 488 1SO 0 0
! A203 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A204 333 ggzzl 1(?24 41110 488 180 0 0
1 A205 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A206 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A207 333 gggl 16%4 411]0 488 1S() 0 0
1 A208 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A209 333 gggl 1(?24 411]0 488 1S() 0 0
! A210 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 A2l 333 rgg ElaZI 1 6CQ4 411]0 488 1SO 0 0
Ulaz s | 0 00 o aos 10 0 0
Ulaas s | 0 00t aos 1 0 0
U o | 0 00 o aos 10 0 0
Ulaas s | 0 60 o aos 10 0 0
Ulaae || 0 60 o aos 10 0 0
Ul s | 0 60 o a8 10 0 0
1 A218 333 gggl 16024 41110 4(;8 1SO 0 0
1 A219 333 gggl 16024 41110 4(;8 1SO 0 0
1 A220 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A221 333 ggZan 16024 411]0 488 1SO 0 0
! A222 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A223 333 122?21 16(5324 411]0 488 1SO 0 0
! A4 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A225 333 ggzzl 1(?24 41110 488 180 0 0
1 A226 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A22T 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe



Page 14

wwPDB EM Validation Summary Report

EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A228 333 gggl 16%4 411]0 488 1S() 0 0
1 A229 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A230 333 gggl 1(?24 411]0 488 1S() 0 0
! A231 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 A232 333 rgggl 16CQ4 411]0 488 1SO 0 0
Uoams s 0 00t aos 1 0 0
Ulamt s | 0 00 o aos 1 0 0
Uoams s | 0 00t aos 1 0 0
Ulame s | 0 00 o aos 1 0 0
Ulans s | 0 60 o aos 10 0 0
Ulams s | 00 60 o aos 10 0 0
1 A239 333 gggl 16024 41110 4(;8 1SO 0 0
1 A240 333 gggl 16024 41110 4(;8 1SO 0 0
1 A2l 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A242 333 ggZan 16024 411]0 488 1SO 0 0
! A243 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A2 333 122?21 16(5324 411]0 488 1SO 0 0
! A245 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A246 333 ggzzl 1(?24 41110 488 180 0 0
1 AT 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A248 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A249 333 gggl 16%4 411]0 488 1S() 0 0
1 A250 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A251 333 gggl 1(?24 411]0 488 1S() 0 0
! A252 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 A253 333 rgggl 16CQ4 411]0 488 1SO 0 0
Uant s | 0 00t aos 1 0 0
Ulazs s | 0 00t aos 1 0 0
Uane s | 0 60 ho aos 10 0 0
Ul s | 0 60 o a8 10 0 0
Ulazs s | 00 60 o a8 10 0 0
Ulazo || 0 60 o a8 10 0 0
1 A260 333 gggl 16024 41110 4(;8 1SO 0 0
1 A261 333 gggl 16024 41110 4(;8 1SO 0 0
1 A262 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A263 333 ggZan 16024 411]0 488 1SO 0 0
! A264 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A265 333 122?21 16(5324 411]0 488 1SO 0 0
! A266 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A267 333 ggzzl 1(?24 41110 488 180 0 0
1 A268 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A269 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A270 333 gggl 16%4 41110 488 1S() 0 0
1 A271 333 gggl 16024 41110 488 1S() 0 0
1 A272 333 g‘;gl 1(?24 41110 488 1SO 0 0
! A273 333 ggﬁlzl 16024 411]0 488 1SO 0 0
Um0 00 0 s 10 0 0
Uz s | 0 60t aos 1 0 0
Uz s | 0 60 ho aos 10 0 0
U s | 0 60 o aos 10 0 0
Ulaoms s | D 60 o aos 10 0 0
Ul s | 0 00 o a8 10 0 0
Ulazo || 0 60 o a8 10 0 0
1 A28l 333 2(5)1321 16024 41110 4(;8 1SO 0 0
1 A282 333 gggl 16024 41110 4(;8 1SO 0 0
1 A283 333 gggl 1(?24 411]0 488 ISO 0 0
! A4 333 gggl 16024 411]0 488 1SO 0 0
! A285 333 gggl 1(?24 411]0 4(9)8 1S() 0 0
! A286 333 122?21 16(5324 411]0 488 1SO 0 0
! AT 333 gggl 1(?24 411]0 4(9)8 ISO 0 0
1 A288 333 ggzzl 1(?24 41110 488 180 0 0
1 A289 333 1;(;2321 1(?24 41110 488 180 0 0
1 A290 333 gggl 1(?24 41110 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A291 333 gggl 16%4 411]0 488 1S() 0 0
1 A292 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A293 333 gggl 1(?24 411]0 488 1S() 0 0
! A2 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 A295 333 rgggl 16CQ4 411]0 488 1SO 0 0
Ulae s | 0 00t aos 10 0 0
Ul s | 0 00 o aos 10 0 0
Ul ams s | 0 00 o a8 10 0 0
Ul s | 0 00 o a8 10 0 0
Ulaso s | 0 00 o aos 10 0 0
Ulas s | 0 00 o aos 10 0 0
1 A302 333 gggl 16024 41110 4(;8 1SO 0 0
1 A303 333 gggl 16024 41110 4(;8 1SO 0 0
1 A304 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A305 333 ggZan 16024 411]0 488 1SO 0 0
! A306 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A307 333 122?21 16(5324 411]0 488 1SO 0 0
! A308 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A309 333 ggzzl 1(?24 41110 488 180 0 0
1 A310 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A3l 333 gg ZaQI 1 6%4 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A312 333 gggl 16%4 411]0 488 1S() 0 0
1 A313 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A3ld 333 gggl 1(?24 411]0 488 1S() 0 0
! A315 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 A316 333 rgggl 16CQ4 411]0 488 1SO 0 0
Ulasm s | 0 00 ho aos 10 0 0
Ulass s | 0 00t a8 10 0 0
Ulasto s | 0 00 o aos 10 0 0
Um0 s | 0 00 o aos 10 0 0
Ulas s | 0 00 o a1 0 0
Ulasz s | 0 00 o a1 0 0
1 A323 333 gggl 16024 41110 4(;8 1SO 0 0
1 A3 333 gggl 16024 41110 4(;8 1SO 0 0
1 A325 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A326 333 ggZan 16024 411]0 488 1SO 0 0
! A32T7 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A328 333 122?21 16(5324 411]0 488 1SO 0 0
! A329 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A330 333 ggzzl 1(?24 41110 488 180 0 0
1 A331 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A332 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A333 333 gggl 16%4 411]0 488 1S() 0 0
1 A331 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A335 333 gggl 1(?24 411]0 488 1S() 0 0
! A336 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 A33T 333 rgggl 16CQ4 411]0 488 1SO 0 0
Uolasss s | 0 00t aos 10 0 0
Ulaso s | 0 00t aos 1 0 0
Ulasio s | 0 00t a8 10 0 0
Ul asa s | 0 00 o a8 10 0 0
Ulase || 0 00 o aos 10 0 0
Ulass s | 00 00 o aos 10 0 0
1 A3l 333 gggl 16024 41110 4(;8 1SO 0 0
1 A345 333 gggl 16024 41110 4(;8 1SO 0 0
1 A346 333 gggl 1(?24 411]0 4(38 ISO 0 0
! AT 333 ggZan 16024 411]0 488 1SO 0 0
! A348 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A349 333 122?21 16(5324 411]0 488 1SO 0 0
! A350 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A351 333 ggzzl 1(?24 41110 488 180 0 0
1 A352 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A353 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A354 333 gggl 16%4 411]0 488 1S() 0 0
1 A355 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A356 333 gggl 1(?24 411]0 488 1S() 0 0
! A35T 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 A358 333 rgggl 16CQ4 411]0 488 1SO 0 0
Ulaso s | 0D 60 ho aos 10 0 0
Colasso s | 0 00 o aos 10 0 0
Ulass s | 0 00 o aos 10 0 0
Uolas s | 0 00 o aos 10 0 0
Uolases s | 0 00 o aos 10 0 0
Uolasst s | 0 00 o a8 10 0 0
1 A365 333 gggl 16024 41110 4(;8 1SO 0 0
1 A366 333 gggl 16024 41110 4(;8 1SO 0 0
1 A367 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A368 333 ggZan 16024 411]0 488 1SO 0 0
! A369 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A370 333 122?21 16(5324 411]0 488 1SO 0 0
! A3T1 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A3T2 333 ggzzl 1(?24 41110 488 180 0 0
1 A3T3 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A3 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A3 333 gggl 16%4 411]0 488 1S() 0 0
1 A3T6 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A3TT 333 gggl 1(?24 411]0 488 1S() 0 0
! A3T8 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 A3T9 333 rgggl 16CQ4 411]0 488 1SO 0 0
Ulasso s | 0 00t aos 10 0 0
Ulass s | 0 00 o aos 10 0 0
Ulass s | 0 00 o aos 10 0 0
Ulasss s | 0 60 o a8 10 0 0
Ulasst s | 0 00 o a8 10 0 0
Ulasss s | 00 60 o a8 10 0 0
1 A386 333 gggl 16024 41110 4(;8 1SO 0 0
1 A3BT 333 gggl 16024 41110 4(;8 1SO 0 0
1 A388 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A389 333 ggZan 16024 411]0 488 1SO 0 0
! A390 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! A391 333 122?21 16(5324 411]0 488 1SO 0 0
! A392 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A393 333 ggzzl 1(?24 41110 488 180 0 0
1 A3 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A395 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A396 333 gggl 16%4 41110 488 1S() 0 0
1 A397 333 gggl 16024 41110 488 1S() 0 0
1 A398 333 g‘;gl 1(?24 41110 488 1SO 0 0
! A399 333 ggﬁlzl 16024 411]0 488 1SO 0 0
Ulaoo s |0 00 0 s 10 0 0
v s | 0 00 e aos 10 0 0
Ul s | 0 00 o aos 10 0 0
Uams s | 0 00 o aos 10 0 0
Ul a0 00 o aos 10 0 0
Uaas s | 0 00 o aos 10 0 0
U s | 0 00 o aos 10 0 0
1 Ad0T7 333 2(5)1321 16024 41110 4(;8 1SO 0 0
1 A408 333 gggl 16024 41110 4(;8 1SO 0 0
1 A409 333 gggl 1(?24 411]0 488 ISO 0 0
! A410 333 gggl 16024 411]0 488 1SO 0 0
! Adll 333 gg ElaQI 1 (?24 411]0 4(9)8 1S() 0 0
! Ad12 333 122?21 16(5324 411]0 488 1SO 0 0
! Adl3 333 gggl 1(?24 411]0 4(9)8 ISO 0 0
1 Adld 333 ggzzl 1(?24 41110 488 180 0 0
1 AdLS 333 1;(;2321 1(?24 41110 488 180 0 0
1 A416 333 gggl 1(?24 41110 488 180 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 AdLT 333 gggl 16%4 411]0 488 1S() 0 0
1 Ad18 333 g‘;gl 16%4 41110 488 1S() 0 0
1 A419 333 gggl 1(?24 411]0 488 1S() 0 0
! A420 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 Ad2l 333 rgggl 16CQ4 411]0 488 1SO 0 0
Ulam s | 0 00 o a1 0 0
Um0 00 o aos 1 0 0
Um0 00 o aes 10 0 0
Ul s | 0 00 o aos 1 0 0
Ul s | 0 00 o aos 1 0 0
Ul s | 0 00 o aes 10 0 0
1 Ad28 333 gggl 16024 41110 4(;8 1SO 0 0
1 A429 333 gggl 16024 41110 4(;8 1SO 0 0
1 A430 333 gggl 1(?24 411]0 4(38 ISO 0 0
! A3l 333 ggZan 16024 411]0 488 1SO 0 0
! Ad32 333 rggzla; 1(?24 411]0 4(9)8 1S() 0 0
! Ad33 333 122?21 16(5324 411]0 488 1SO 0 0
! Ad3d 333 gggl 1(?24 411]0 4(9)8 180 0 0
1 A435 333 ggzzl 1(?24 41110 488 180 0 0
1 A436 333 ggzzl 1(?24 411]0 488 1SO 0 0
1 A43T 333 ggza; 1(?24 411]0 488 180 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A438 333 gggl 16%4 411]0 488 1S() 0 0
1 A439 333 gggl 16024 411]0 488 1S() 0 0
1 A440 333 gggl 1(?24 411]0 488 1S() 0 0
! Addl 333 rgggl 16024 411]0 488 1SO 0 0
Clam s |0 00 0 s 10 0 0
Ulaus s | 0 00 o aos 10 0 0
Um0 00 o a8 10 0 0
Ulaus s | 0 00 o aos 10 0 0
Uame s | 0 00 o aos 1 0 0
Ul s | 0 00 o aos 10 0 0
Ul aus s | 0 00 o a8 10 0 0
1 Add9 333 2(5)1321 16024 41110 4(;8 1SO 0 0
1 A450 333 ggfla; 16024 41110 4(;8 1SO 0 0
1 Ad51 333 gggl 1(?24 411]0 488 ISO 0 0
! Ad52 333 gggl 16?24 411]0 488 ISO 0 0
! Ad53 333 gggl 1(?24 411]0 4(9)8 1S() 0 0
! Adsd 333 ggZan 16(5324 411]0 488 180 0 0
! A455 333 gggl 1(?24 411]0 4(9)8 ISO 0 0
1 A456 333 gggl 1(?24 41110 488 1SO 0 0
1 AdST 333 1;;2321 1(?24 41110 488 180 0 0
1 A58 333 gggl 1(?24 41110 488 1SO 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
1 A459 333 gggl 16%4 41110 488 1S() 0 0
1 A460 333 gggl 16024 41110 488 1S() 0 0
1 Ad61 333 g‘;gl 1(?24 41110 488 1SO 0 0
! Ad62 333 ggﬁlzl 16024 411]0 488 1SO 0 0
1 Ad63 333 rgggl 16024 411]0 488 1SO 0 0
Ut s | 0 00 o aos 10 0 0
Ul s 0 00 o aos 1 0 0
U |83 | 0 00 o aos 10 0 0
Uit s | 0 00 o aos 10 0 0
Ul s | 0 00 o aos 10 0 0
Ui s | 0 00 o a0s 10 0 0
Um0 60 o aos 1 0 0
1 AT 333 gggl 16024 41110 4(;8 1SO 0 0
1 AdT2 333 gggl 1(?24 411]0 488 ISO 0 0
! AdT3 333 gggl 16024 411]0 488 1SO 0 0
! AdTd 333 gggl 1(?24 411]0 4(9)8 1S() 0 0
! AdTS 333 122?21 16(5324 411]0 488 1SO 0 0
! AT6 333 gggl 1(?24 411]0 4(9)8 ISO 0 0
1 AdTT 333 ggzzl 1(?24 41110 488 180 0 0
1 AdT8 333 1;(;2321 1(?24 41110 488 180 0 0
1 A4T9 333 gggl 1(?24 41110 488 180 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
L | AdB0 1 333 gggl 1@?24 41110 488 1So 0 0
L | A48l 333 gggl 16Cz4 411]0 488 1So 0 0
L | Adg2 ) 333 rgggl 1@924 411]0 488 1So 0 0
L | Ad83 ) 333 rggiazl 1@924 411]0 488 1So 0 0
L | Adgd ) 333 ggg 16CQ4 411]0 438 180 0 0
L | Ad85 ) 333 rgggl 16C24 41110 438 180 0 0
L | A486 ) 333 gggl 16024 41110 4(9)8 180 0 0
1| A48T 333 gggl 1524 41110 4(9)8 180 0 0
1| Ad88 ) 333 gggl 1524 41110 4(9)8 1So 0 0
1| Ad89 ) 333 gggl 16C24 41110 4(9)8 180 0 0
1| A490 ) 333 gggl 16024 41110 4(9)8 1So 0 0
L Adol ) 333 2(5)51&21 16024 41110 4(;8 1So 0 0
L | Ad92 1 333 gggl 16024 41110 4(;8 1So 0 0
L | Ad93 1 333 gggl 1(?24 411]0 488 180 0 0
L Adod ) 333 53131 1(?24 411]0 488 180 0 0
L Ad95 ) 333 ggg 1(?24 411]0 4(38 180 0 0
L Ad96 ) 333 12‘221 1524 411]0 488 180 0 0
Lo AdoT ) 333 12‘221 1(?24 411]0 4(9)8 180 0 0
L | Ados ) 333 12‘221 1(?24 ﬁo 488 180 0 0
1 | A499 17 Tlogt?l 8% 211 ;)2 ? 0 0
L | AS00 | 333 gféff;l 1(?24 411]0 488 180 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
L | As0L 333 gggl 1@?24 411]0 488 1So 0 0
L | AS02 | 333 gggl 16024 411]0 4(9)8 1So 0 0
1| A503 40 1;08;;1 130 5N3 ?8 g’ 0 0
L | AS04 1 333 ggiazl 1@?24 411]0 488 1So 0 0
L | AS05 | 333 ggg 1@?24 411]0 488 180 0 0
L | AS06 ) 333 rgggl 16024 41110 438 180 0 0
1| A507 17 Tl";;l scg gl ;’2 ‘? 0 0
1| A508 ) 333 gggl 1524 41110 4(9)8 1So 0 0
L | AS09 ) 333 gggl 1524 41110 4(9)8 1So 0 0
L | Asl0 ) 333 gggl 16024 41110 4(9)8 180 0 0
L | Asl2 ) 333 ggff%l 16024 41110 4(9)8 1So 0 0
L | AS13 1 333 gggl 16024 41110 4(;8 1So 0 0
L | ASl4 1 333 ggg 16024 41110 4(;8 1So 0 0
1 | A515 41 goltgl 1(935 é\i 5% 2 0 0
L | AS16 ) 333 gggl 1(?24 411]0 488 180 0 0
Lo ASIT ) 333 gggl 1(?24 411]0 488 180 0 0
L | AS18 | 333 12‘221 1524 411]0 488 180 0 0
L AS19 ) 333 12‘221 1(?24 411]0 4(9)8 180 0 0
L | AS20 ) 333 32231 1(?24 ﬁo 488 180 0 0
1| As2d 333 32131 1(?24 411]0 488 180 0 0
L | As22 1 333 32131 1(?24 411]0 488 1So 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 A523 333 gggl 16%4 411]0 488 1S() 0 0
1 A5 333 gggl 16%4 411]() 488 1S() 0 0
1 A525 333 gggl 1(?24 411]0 488 1S() 0 0
! A526 333 rgggl 16024 411]0 488 1SO 0 0
1 AB2T 333 rgggl 16CQ4 411]0 488 1SO 0 0
Ulass s | 0 00 o aos 1 0 0
Ulase s | 0 00 o aos 10 0 0
Ulaso s | 0 60t aos 10 0 0
Ulass s | 0 00 o aos 10 0 0
Ulas s | 0 00 o aos 1 0 0
Ulass s | 0 60 o a8 10 0 0
1 A534 333 2(5)1321 16024 41110 4(;8 1SO 0 0
1 A535 333 gggl 16024 41110 4(;8 1SO 0 0
e Molecule 2 is a protein called Head fiber dimer protein gp29.

Mol | Chain | Residues Atoms AltConf | Trace
2 | A511 24 Tlo;gl 1(57 ?1)\3 ??7 ? 0 0
e Molecule 3 is a protein called Head fiber dimer protein gp29.

Mol | Chain | Residues Atoms AltConf | Trace
s (oo | w1 | 0| O
3| Bo02 58 ol % B 900 ; 0 0
3 | B003 58 ngfl 232 58 ;2) f 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
IR HEEE
IR HERE
IR HERE
IR HERE
IRV SV HIEEE
NN HIEEE
IR Y HERE
IR ST HIERE
IR HERE
IR HERE
IRV HERE
IRV HERE
IR HERE
NSV HERE
IR Y HERE
IOERF Y HERE
IR HERE
IR HERE
IR HERE
IR HERE
IR HERE

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

Mol | Chain | Residues Atoms AltConf | Trace
IR HEEE
IR HEEE
IR HEEE
IR HEEE
IR ISV HIERE
NN HIEEE
IR Y HERE
IR Y HERE
NN HIEEE
IR Y HERE
IR HIEEE
IR HIEEE
IR HIEEE
IR HIEEE
NN HIEEE
ORI HIEEE
IR HERE
IOERF I HERE
IR HERE
IR HERE
IR HERE

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

Mol | Chain | Residues Atoms AltConf | Trace
IR HEEE
IR HEEE
IR HEEE
IR HEEE
IR SV HIEEE
IR Y HERE
IR Y HERE
NN HIEEE
IR Y HERE
IR HIEEE
NPT HIEEE
IR HIEEE
IR HIEEE
IR HIEEE
IR HIEEE
IR HIERE
IR HERE
NN Y HEEE
IR HERE
NN Y HEEK
IR HIERE

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

Mol | Chain | Residues Atoms AltConf | Trace
IGERF YT HERE
IR HERE
IR HIERE
IR HIERE
IRV SV HIEEE
IR Y HERE
NN HIEEE
IRV HERE
NPT HIEEE
NPT HIEEE
IR HIEEE
NPT HIEEE
NN HIEEE
IR HIEEE
IR Y HERE
IR HERE
NN Y HEEE
IR HIEEE
NN Y HERE
NN Y HEEK
IR HIERE

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

Mol | Chain | Residues Atoms AltConf | Trace
IR HERE
IR HERE
IR HERE
IR HERE
IRV HIEEE
NN HIEEE
IR Y HERE
NN HIEEE
NN HIEEE
IR K
IR HIEEE
NN HIEEE
IR HERE
IRV HERE
IR HERE
IMOERF T HERE
IOERF T HERE
ORI HERE
IMOERF I HERE
IR HEEE
IR HERE

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

Mol | Chain | Residues Atoms AltConf | Trace
IR HIERE
IR HIERE
e Molecule 4 is a protein called Head fiber trimer protein gp21.

Mol | Chain | Residues Atoms AltConf | Trace
IR ST HEEE
IR R HEEE
IR R HEEE
IR T HEEE
ICERF T HEEE
IR T HEEE
IR T HEEE
ICERF T HEEE
RN EFHERE
4| coo 38 0 a0 51 56 o 0 0
i e 0 a0 51 56 o 0 0
IR HIERE
NN HIEEE
NN TN
NN HIEEE
NN HIEEE
NN IR

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

Mol | Chain | Residues Atoms AltConf | Trace
IERNF R HEEE
IR HEEE
IR HEEE
IR HEEE
IEERS ST HIERE
1o 38 o 01 3 56 0 0
4opcd 38 o 01 a1 56 0 0
Clom | w [N O
Clom | w [ C YOS
Clow | w e YOS
Clom | w [ C YOS
Clom | W [0S
Clom | w [T e YOS
Clom | w [ e YOS
Clom | w [T e YOS
Com | w SN
RN HIEEE
IS HEEE
ISP HIEEE
o | w SN OST
IR T HERE

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

Mol | Chain | Residues Atoms AltConf | Trace
ICIER R HEEE
IR R HIEEE
IR T HIEEE
ICERNF T HEEE
IOERN R HEEE
R o 01 3 56 0 0
o 58 o 01 a1 56 0 0
o | w [ C YOS
AN T HIEEE
IR T HEEE
Clon | w [T e YOS
Clom | w [N O
Clom | w [N O
Clom | w [ C YOS
Clom | w [ C YOS
I P HIEEE
Cow | w TSNS
I HIEEE
o | w TSNS
I YRR
IR T HERE

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

Mol | Chain | Residues Atoms AltConf | Trace
IR ST HEEE
IR R HIEEE
IR HEEE
IERN R HEEE
IR HEEE
4| C065 58 o 01 3 56 0 0
4| Coe6 58 o 01 a1 56 0 0
Clow | w [0S
IR T HEEE
Clom | W [N O
Clom | w [ e YOS
Clom | w e YOS
Clom | w [N O
Clom | w [T E YOS
Clom | w [ e YOS
Com | w TSNS
e Molecule 5 is a protein called Muzzle bound helix.

Mol | Chain | Residues Atoms AltConf | Trace
5 | Doo1 14 T(;gal f2 i 81 0 0

5 | D002 14 T?gal fQ i 81 0 0

5 | D003 14 T%al fQ i 1(1 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
5 | Doo4 14 o N 0 0
5 | D005 14 o N 0 0
5 | D006 14 o N 0 0
e Molecule 6 is a protein called Major capsid protein gp32.
Mol | Chain | Residues Atoms AltConf | Trace
0 E001 503 thf;l 25052 615\915 725 28() 0 0
0 E002 42 g(;t%l 24012 6?0 685 189 0 0
0 £003 503 thlzl 25C52 615\915 725 2S() 0 0
0 E004 503 Z(())El 25C52 615\;5 725 2S() 0 0
0 E005 503 Z(())tlzl 2;’)2 6155 725 2SO 0 0
0 £006 503 rAKE(())EI 25052 61;5 725 280 0 0
0 k007 472 rg(;t?%l 2512 61210 685 189 0 0
6 | E0s |83 oS ol s s 20 0 0
6 | B | w03 |00 o aes a5 20 0 ;
6 | B0 | w03 |0 o aes a5 20 0 0
6 | B0 w03 | o e s 20 0 0
6 | B0z w03 |0 s aes a5 0 0 0
6 | B0s w03 |0 on e 1as 0 0 0
0 k014 oU3 Zggl 25052 6155 7(25 2SO 0 0
0 015 oU3 thla; 25052 6155 7(25 QSO 0 0
0 E016 A2 g;’;%l 2512 61E\>IO 6(;5 189 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 017 503 thf;l 25C52 615\915 725 2S() 0 0
0 E018 472 g(;t??il 24012 62]0 685 189 0 0
0 019 503 Z(())El 25%2 61;15 725 2SO 0 0
0 1020 503 thla; 25052 61;5 751)5 QSO 0 0
0 k021 503 thla; 25C52 615315 751)5 2SO 0 0
6 | B2 w03 |0 0l s s 0 0 0
6 | B2 w03 |0 05 s s 0 0 0
6 | E2e w03 |0 0l s s 0 0 0
6 | B2 w03 |0 0l e 1as 0 0 0
6 | B2 | w03 |0 0l aes s 0 0 0
0 k027 472 g(;%l 24012 615\30 6(;5 189 0 0
0 1028 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 1029 oU3 Zgian 25052 61;5 725 QSO 0 0
0 £030 o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 E031 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 £032 o03 };83321 25052 61;5 725 280 0 0
0 £033 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 E034 o03 thf;l 25052 61;5 7(25 2SO 0 0
0 E035 o03 thla; 25?52 615\;5 751)5 280 0 0
0 E036 o03 thla; 25?52 615\;5 751)5 280 0 0
0 E037 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k038 o03 i‘gtf;l 25C52 615\915 725 2S() 0 0
0 £039 o03 Z(())tlzl 25C52 615\915 725 28() 0 0
0 £040 o03 Z(())tf;l 25C52 61;15 725 2S() 0 0
0 041 472 g(;;%l 2512 61210 685 189 0 0
0 E042 o03 thla; 25052 61;]5 751)5 ZSO 0 0
6 | Eoss w03 |0 or aes s 20 0 0
6 | Eou w03 |0 o e 1as 20 0 0
6 | Eoas w03 |00 or e 1as 20 0 0
6 | B0 | w03 |0 s aes a5 0 0 0
6 | B0 w03 |0 od e a5 20 0 0
6 | Eoss w03 |0 oo aes s 0 0 0
0 £049 oU3 Z((;tla; 25C52 6155 7(25 QSO 0 0
0 £050 472 g(;;%l 24ClQ 6?0 6(;5 189 0 0
0 051 o03 Z?)ng 25C52 61;5 751)5 QSO 0 0
0 £052 o03 Zgizl 25052 61:9]5 7(25 QSO 0 0
0 £053 o03 Zgia; 25052 61;5 7(25 QS() 0 0
0 E054 o03 Zgia; 25052 61;5 7(25 QSO 0 0
0 E055 o03 thlzl 25%2 61;5 7(25 QSO 0 0
0 E056 o03 i‘gtlaél 25?52 615\;5 751)5 280 0 0
0 057 o03 ;Il‘gtla; 25?52 615\;5 751)5 280 0 0
0 E058 o03 thla; 25?52 615\;5 751)5 280 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 £059 472 g(;t%l 24012 6?0 685 189 0 0
0 £060 503 Z(())El 25C52 615\915 725 2S() 0 0
0 k061 503 Z(())El 25%2 61;15 725 2SO 0 0
0 k062 503 thla; 25052 61;5 751)5 QSO 0 0
0 k063 503 thla; 25C52 615315 751)5 2SO 0 0
6 | B0t w03 |0 o aes a5 20 0 0
6 | Eoss | 503 |0 o aes a5 20 0 0
6 | E0so | 503 |00 o aos s 20 0 0
6 | BT |53 |0 o aes a5 20 0 0
0 E068 472 g(;t%l 24012 6120 6(;5 189 0 0
6 | B0 | 503 |0 oc aes s 20 0 0
0 E070 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 ko7l oU3 Zgian 25052 61;5 725 QSO 0 0
0 072 o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 E073 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 k074 o03 };83321 25052 61;5 725 280 0 0
0 E075 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 E076 o03 thf;l 25052 61;5 7(25 2SO 0 0
0 077 472 Fil;(;;aél 2432 61§0 685 189 0 0
0 E078 o03 thla; 25?52 615\;5 751)5 280 0 0
0 079 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
0 E080 o03 i‘gtf;l 25C52 615\915 725 2S() 0 0
0 k081 o03 Z(())tlzl 25C52 615\915 725 28() 0 0
0 k082 o03 Z(())tf;l 25C52 61;15 725 2S() 0 0
0 k083 o03 r‘4[11((;t1a21 25052 61;5 751)5 28() 0 0
0 k084 o03 thla; 25052 61;]5 751)5 ZSO 0 0
6 | Eoss w03 |0 oc aes s 20 0 0
6 | E0so | w03 |0 oc aes 75 20 0 0
6 | BT w03 |0 o aes a5 20 0 0
6 | Eoss | w03 |00 oc aes a5 20 0 0
6 | Eoso | w03 |0 0n aes s 20 0 0
6 | B0 | w03 |0 o aes a5 20 0 0
0 E091 oU3 Z((;tla; 25C52 6155 7(25 QSO 0 0
0 £092 o03 Zgian 25C52 61;5 7(25 QSO 0 0
0 £093 o03 Z?)ng 25C52 61;5 751)5 QSO 0 0
0 E094 472 Fg?;%l 24012 615\)10 6(9)5 189 0 0
0 E095 o03 Zgia; 25052 61;5 7(25 QS() 0 0
0 £096 o03 Zgia; 25052 61;5 7(25 QSO 0 0
0 097 o03 thlzl 25%2 61;5 7(25 QSO 0 0
0 E098 o03 i‘gtlaél 25?52 615\;5 751)5 280 0 0
0 £E099 o03 ;Il‘gtla; 25?52 615\;5 751)5 280 0 0
0 E100 o03 thla; 25?52 615\;5 751)5 280 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k101 o03 i‘gtf;l 25C52 615\915 725 2S() 0 0
0 k102 o03 Z(())tlzl 25C52 615\915 725 28() 0 0
0 k103 472 g(;t?%l 2512 62]0 685 189 0 0
0 k104 o03 r‘4[11((;t1a21 25052 61;5 751)5 28() 0 0
0 E105 o03 thla; 25052 61;]5 751)5 ZSO 0 0
6 | Bw6 | w03 |00 o 6o a5 20 0 0
6 | BT w03 |00 o a0 75 20 0 0
6 | Bws w03 |00 or a0 75 20 0 0
6 | B0 | w03 |00 g aes 75 20 0 0
6 | BU0 | w03 |0 o a5 a5 20 0 0
I B . 0 0
0 112 472 g?% 2401 2 6?0 6(;5 189 0 0
0 EL13 o03 Zgian 2 505 2 61;5 7(25 QSO 0 0
0 E114 o03 Z?)ng 2 5C5 2 61;5 751)5 QSO 0 0
0 ELL5 o03 Zgizl 2 505 2 61:9]5 7(25 QSO 0 0
0 EL16 o03 Zgia; 2 5C5 2 61;5 7(25 QS() 0 0
0 BT 472 rg?t;él 251 2 6?0 6(9)5 189 0 0
0 E118 o03 Zg tlzl 2 5% 2 61;5 7(25 QSO 0 0
0 EL19 o03 i‘g t18421 2 5?5 2 615\;5 751)5 280 0 0
0 E120 o03 ;Il‘gtla; 25?52 615\;5 751)5 280 0 0
0 E121 o03 thla; 25?52 615\;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 E122 o03 i‘gtf;l 25C52 615\915 725 2S() 0 0
0 123 o03 Z(())tlzl 25C52 615\915 725 28() 0 0
0 k124 o03 Z(())tf;l 25C52 61;15 725 2S() 0 0
0 125 o03 r‘4[11((;t1a21 25052 61;5 751)5 28() 0 0
0 E126 42 r‘g(;t;él 2512 61210 685 189 0 0
6 | Br w03 |0 ol e s 0 0 0
6 | Bs w03 |0 0l s s 0 0 0
6 | B w03 |0 0l s 15 20 0 0
6 | B0 | w03 |00 s aes 75 20 0 0
6 | BB w03 |00 s e 15 20 0 0
6 | B2 w03 |0 0l e a5 0 0 0
0 k133 oU3 Z((;tla; 25C52 6155 7(25 QSO 0 0
0 k134 o03 Zgian 25C52 61;5 7(25 QSO 0 0
0 F135 472 gg%l 2512 615\)10 685 189 0 0
0 F136 o03 Zgizl 25052 61:9]5 7(25 QSO 0 0
0 k137 o03 Zgia; 25052 61;5 7(25 QS() 0 0
0 k138 o03 Zgia; 25052 61;5 7(25 QSO 0 0
0 E139 o03 thlzl 25%2 61;5 7(25 QSO 0 0
0 E140 o03 i‘gtlaél 25?52 615\;5 751)5 280 0 0
0 Eldl o03 ;Il‘gtla; 25?52 615\;5 751)5 280 0 0
0 E142 o03 thla; 25?52 615\;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k143 503 thf;l 25C52 615315 725 2S() 0 0
0 ka4 503 Z(())tf;l 25C52 615315 725 2S() 0 0
0 F145 503 Z(())tf;l 25C52 61;5 725 2S() 0 0
0 F146 503 thle 25C52 61;5 751)5 280 0 0
0 k147 503 thla; 25052 6155 751)5 2SO 0 0
0 F148 472 ’g(;t%l 24012 61§0 6(9)5 189 0 0
6 | Buo w03 |0 or e s 20 0 0
6 | B0 | s0s | 0 om a0 a5 20 0 0
6 | BB s0s | 00 or a0 a5 20 0 0
I N o 0 0
I 0 0
0 F154 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 E155 oU3 Z?)gl 25052 61;5 7(25 QSO 0 0
0 F156 o03 Zggl 25052 61;5 7(25 QSO 0 0
0 E157 A2 rg?t?%l 24012 615\)IO 685 189 0 0
0 E158 o03 Zggl 25052 612\9]5 7(25 QS() 0 0
0 F159 o03 Zgian 25052 6155 7(25 QSO 0 0
0 F160 o03 thf;l 25(?)2 61;5 7(25 2SO 0 0
0 E161 o03 thlaél 25?52 615\;5 751)5 280 0 0
0 F162 o03 thla; 25?52 615\;5 751)5 280 0 0
0 F163 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k164 503 thf;l 25C52 615315 725 2S() 0 0
0 £165 503 Z(())tf;l 25C52 615315 725 2S() 0 0
0 £166 503 Z(())tf;l 25C52 61;5 725 2S() 0 0
0 k167 503 thle 25C52 61;5 751)5 280 0 0
0 k168 503 thla; 25052 6155 751)5 2SO 0 0
6 | B0 |53 |00 o 6o a5 20 0 0
0 170 472 ’g(;t%l 24ClZ 6?0 6(9)5 189 0 0
6 | BT w05 |0 o e 7as 0 0 0
6 | B2 w03 |00 oc e a5 0 0 0
6 | B w03 |00 o aes 15 20 0 0
6 | B w03 |0 o e a5 20 0 0
0 E175 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 E176 oU3 Z?)gl 25052 61;5 7(25 QSO 0 0
0 BL o03 Zggl 25052 61;5 7(25 QSO 0 0
0 178 o03 Zgian 25052 612\9]5 7(25 QSO 0 0
0 EL79 472 rg(;%l 2512 615\)10 685 1S9 0 0
0 E180 o03 Zgian 25052 6155 7(25 QSO 0 0
0 k18l o03 thf;l 25(?)2 61;5 7(25 2SO 0 0
0 k182 o03 thlaél 25?52 615\;5 751)5 280 0 0
0 E183 o03 thla; 25?52 615\;5 751)5 280 0 0
0 k184 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 F185 503 thf;l 25C52 615\915 725 2S() 0 0
0 F186 503 Z(())El 25C52 615\915 725 2S() 0 0
0 k187 503 Z(())El 25%2 61;15 725 2SO 0 0
0 k188 472 1?:(;%1 2512 61;]0 685 189 0 0
0 £189 503 thla; 25C52 615315 751)5 2SO 0 0
6 | B0 | w03 |0 o 6o 75 20 0 0
6 | B w03 |0 s 6o s 20 0 0
0 £192 472 g(;t?Zl 2512 61210 6(9)5 1S9 0 0
6 | B8 w03 |00 od a0 a5 20 0 0
6 | B4 w03 |00 o e a5 20 0 0
6 | Bs 503 |00 om a0 a5 20 0 0
0 F196 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 E197 oU3 Zgian 25052 61;5 725 QSO 0 0
0 E198 o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 E199 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 1200 o03 };83321 25052 61;5 725 280 0 0
0 E201 A2 g(;%l 2512 61§0 685 189 0 0
0 £202 o03 thf;l 25052 61;5 7(25 2SO 0 0
0 £203 o03 thla; 25?52 615\;5 751)5 280 0 0
0 £204 o03 thla; 25?52 615\;5 751)5 280 0 0
0 £205 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k206 o03 i‘gtf;l 25C52 615\915 725 2S() 0 0
0 k207 o03 Z(())tlzl 25C52 615\915 725 28() 0 0
0 k208 o03 Z(())tf;l 25C52 61;15 725 2S() 0 0
0 k209 o03 r‘4[11((;t1a21 25052 61;5 751)5 28() 0 0
0 k210 42 r‘g(;t;él 2512 61210 685 189 0 0
6 | B2 w03 |0 on aes s 20 0 0
6 | E22 w03 |0 0l e s 20 0 0
6 | E2s w03 |00 oo aes a5 20 0 0
6 | B2 w03 |0 oo e a5 0 0 0
6 | E2s w03 |0 od aes 15 0 0 0
6 | E20 | 503 |00 oo aes a5 0 0 0
0 k217 oU3 Z((;tla; 25C52 6155 7(25 QSO 0 0
0 k218 472 g(;;%l 24ClQ 6?0 6(;5 189 0 0
0 E219 o03 Z?)ng 25C52 61;5 751)5 QSO 0 0
0 £220 o03 Zgizl 25052 61:9]5 7(25 QSO 0 0
0 k221 o03 Zgia; 25052 61;5 7(25 QS() 0 0
0 £222 o03 Zgia; 25052 61;5 7(25 QSO 0 0
0 k223 o03 thlzl 25%2 61;5 7(25 QSO 0 0
0 k224 o03 i‘gtlaél 25?52 615\;5 751)5 280 0 0
0 £225 o03 ;Il‘gtla; 25?52 615\;5 751)5 280 0 0
0 £226 o03 thla; 25?52 615\;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k221 472 g(;t??il 24012 6?0 685 189 0 0
0 k228 o03 Z(())tlzl 25C52 615\915 725 28() 0 0
0 k229 o03 Z(())tf;l 25C52 61;15 725 2S() 0 0
0 k230 o03 r‘4[11((;t1a21 25052 61;5 751)5 28() 0 0
0 k231 o03 thla; 25052 61;]5 751)5 ZSO 0 0
6 | E2s2 w03 |0 0l e s 0 0 0
6 | E2ss w03 |0 0l e 1as 20 0 0
6 | E2st w03 |0 0l e s 20 0 0
6 | E2ss w03 |0 0l e 1as 0 0 0
6 | E2s0 | 503 |0 0c aes a5 0 0 0
6 | E2sT w03 | v aes s 20 0 0
0 k238 oU3 Z((;tla; 25C52 6155 7(25 QSO 0 0
0 £239 o03 Zgian 25C52 61;5 7(25 QSO 0 0
0 £240 o03 Z?)ng 25C52 61;5 751)5 QSO 0 0
0 k241 o03 Zgizl 25052 61:9]5 7(25 QSO 0 0
0 F242 42 rg(;;%l 2512 615\)10 6(9)5 189 0 0
0 k243 o03 Zgia; 25052 61;5 7(25 QSO 0 0
0 k244 o03 thlzl 25%2 61;5 7(25 QSO 0 0
0 £245 o03 i‘gtlaél 25?52 615\;5 751)5 280 0 0
0 £246 o03 ;Il‘gtla; 25?52 615\;5 751)5 280 0 0
0 k247 o03 thla; 25?52 615\;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k248 o03 i‘gtf;l 25C52 615\915 725 2S() 0 0
0 k249 o03 Z(())tlzl 25C52 615\915 725 28() 0 0
0 k250 o03 Z(())tf;l 25C52 61;15 725 2S() 0 0
0 k251 472 g(;;%l 2512 61210 685 189 0 0
0 k252 o03 thla; 25052 61;]5 751)5 ZSO 0 0
6 | E2ss w03 |00 or e a5 20 0 0
6 | E2sa w03 |0 or e a5 20 0 0
6 | E2s5 w03 |0 oc aes 15 20 0 0
6 | E2s0 | 503 |0 v aes a5 20 0 0
6 | E25T 503 | o aes a5 20 0 0
6 | E2ss w03 |0 v aes a5 20 0 0
0 k259 oU3 Z((;tla; 25C52 6155 7(25 QSO 0 0
0 £260 472 g(;;%l 24ClQ 6?0 6(;5 189 0 0
0 k261 o03 Z?)ng 25C52 61;5 751)5 QSO 0 0
0 £262 o03 Zgizl 25052 61:9]5 7(25 QSO 0 0
0 k263 o03 Zgia; 25052 61;5 7(25 QS() 0 0
0 £264 o03 Zgia; 25052 61;5 7(25 QSO 0 0
0 £265 o03 thlzl 25%2 61;5 7(25 QSO 0 0
0 £266 472 §$t7a61 2512 61§0 685 189 0 0
0 k267 o03 ;Il‘gtla; 25?52 615\;5 751)5 280 0 0
0 £268 o03 thla; 25?52 615\;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 1269 503 thf;l 25C52 615\915 725 2S() 0 0
0 k270 503 Z(())El 25C52 615\915 725 2S() 0 0
0 k271 503 Z(())El 25%2 61;15 725 2SO 0 0
0 k272 503 thla; 25052 61;5 751)5 QSO 0 0
0 k273 503 thla; 25C52 615315 751)5 2SO 0 0
6 | B2 w03 |0 o aes a5 20 0 0
6 | B2 w03 |00 oc aes a5 20 0 0
6 | B2 | w03 |0 o aes a5 0 0 0
6 | B2 w03 | o a5 a5 0 0 0
0 k278 472 g(;t%l 24012 6120 6(;5 189 0 0
6 | B2 | w03 |0 od aes 15 0 0 0
0 1280 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 k281 oU3 Zgian 25052 61;5 725 QSO 0 0
0 1282 o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 1283 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 k284 o03 };83321 25052 61;5 725 280 0 0
0 £285 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 F286 o03 thf;l 25052 61;5 7(25 2SO 0 0
0 k287 o03 thla; 25?52 615\;5 751)5 280 0 0
0 F288 o03 thla; 25?52 615\;5 751)5 280 0 0
0 15289 472 g(;t%l 2512 61210 685 189 0 0
Continued on next page...
sPrpe
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k290 503 thf;l 25C52 615\915 725 2S() 0 0
0 k291 503 Z(())El 25C52 615\915 725 2S() 0 0
0 £292 503 Z(())El 25%2 61;15 725 2SO 0 0
0 k293 503 thla; 25052 61;5 751)5 QSO 0 0
0 k294 503 thla; 25C52 615315 751)5 2SO 0 0
6 | E25 w03 |0 v aes s 20 0 0
6 | B0 | w03 |00 on aes 75 20 0 0
6 | BT | w03 |0 o aes a5 20 0 0
0 £298 472 g(;;%l 2512 61210 6(;5 189 0 0
6 | B0 | w03 |0 or e a5 0 0 0
6 | Es0 | w03 |0 o aes a5 20 0 0
0 E301 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 £302 oU3 Zgian 25052 61;5 725 QSO 0 0
0 £303 o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 E304 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 £305 o03 };83321 25052 61;5 725 280 0 0
0 £306 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 £307 A2 g?%l 2512 61§0 6(9)5 189 0 0
0 E308 o03 thla; 25?52 615\;5 751)5 280 0 0
0 £309 o03 thla; 25?52 615\;5 751)5 280 0 0
0 E310 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
sPrpe
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k311 503 thf;l 25C52 615\915 725 2S() 0 0
0 k312 503 Z(())El 25C52 615\915 725 2S() 0 0
0 k313 503 Z(())El 25%2 61;15 725 2SO 0 0
0 k314 503 thla; 25052 61;5 751)5 QSO 0 0
0 E315 503 thla; 25C52 615315 751)5 2SO 0 0
6 | EsI6 | w03 |0 on aes 75 20 0 0
6 | BT w03 |0 o aes 75 20 0 0
6 | Esis w03 |0 g a5 a5 20 0 0
6 | Esi0 | w03 |0 oc aes a5 20 0 0
0 1320 472 g(;t%l 24012 6120 6(;5 189 0 0
6 | Es2 w03 |0 0l e s 0 0
0 1322 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 £323 oU3 Zgian 25052 61;5 725 QSO 0 0
0 F324 o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 £325 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 1326 o03 };83321 25052 61;5 725 280 0 0
0 k321 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 F328 o03 thf;l 25052 61;5 7(25 2SO 0 0
0 1329 472 Fil;(;;aél 2432 61§0 685 189 0 0
0 £330 o03 thla; 25?52 615\;5 751)5 280 0 0
0 k331 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 1332 503 thf;l 25052 61$j5 725 2S() 0 0
0 k333 503 Z(())tlzl 25C52 6155 725 2S() 0 0
0 k334 503 Z(())tf;l 25C52 61;]5 725 2S() 0 0
0 £335 503 thf; 25C52 61;15 751)5 280 0 0
0 1336 503 thla; 25C52 61;15 751)5 28() 0 0
6 | EssT | s03 |0 om aes a5 20 0 0
0 £338 472 ’g(;t%l 24ClZ 6?0 6(9)5 189 0 0
6 | Esso | w03 |0 oc aos 1as 0 0 0
6 | Esi0 | w03 |0 oo aes a5 20 0 0
6 | Esa w03 |0 od aes s 20 0 0
0 F342 472 g(;;%l 24012 615\)10 6(;5 189 0 0
0 F343 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 F344 oU3 Zgian 25C52 61;5 7(25 QSO 0 0
0 £345 o03 Zggl 25CE)2 61;5 7(25 280 0 0
0 1346 o03 Zgian 25052 612\;5 7(25 QSO 0 0
0 k347 o03 Zggl 25052 61:9]5 7(25 28() 0 0
0 F348 o03 thla; 25052 61:9]5 7(25 280 0 0
0 £349 o03 thf;l 25052 6155 7(25 2SO 0 0
0 £350 o03 thla; 25?52 615\;5 751)5 280 0 0
0 E351 472 1;(;;&61 2512 61;0 685 189 0 0
0 £352 503 thlaél 25?52 6155 751)5 280 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k353 503 thf;l 25C52 615\915 725 2S() 0 0
0 k354 503 Z(())El 25C52 615\915 725 2S() 0 0
0 £355 503 Z(())El 25%2 61;15 725 2SO 0 0
0 1356 503 thla; 25052 61;5 751)5 QSO 0 0
0 k357 503 thla; 25C52 615315 751)5 2SO 0 0
6 | Ess w03 |00 g aos a5 20 0 0
6 | Ess0 | s0s | 00 om aes a5 20 0 0
0 5360 472 g(;t?Zl 2512 61210 6(9)5 1S9 0 0
6 | ESL | s03 |0 oc aos a5 20 0 0
6 | Es2 | 503 |0 0t aes a5 0 0 0
6 | Eses | 503 |0 or aos a5 20 0 0
0 F364 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 £365 oU3 Zgian 25052 61;5 725 QSO 0 0
0 £366 A2 gg%l 2512 615\)IO 685 189 0 0
0 k367 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 F368 o03 };83321 25052 61;5 725 280 0 0
0 £369 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 E370 o03 thf;l 25052 61;5 7(25 2SO 0 0
0 k371 o03 thla; 25?52 615\;5 751)5 280 0 0
0 k372 o03 thla; 25?52 615\;5 751)5 280 0 0
0 E373 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k374 o03 i‘gtf;l 25C52 615\915 725 2S() 0 0
0 E375 42 TB‘(;;E(EI 24C12 61;0 685 189 0 0
0 E376 o03 Z(())tf;l 25C52 61;15 725 2S() 0 0
0 k37T o03 r‘4[11((;t1a21 25052 61;5 751)5 28() 0 0
0 k378 o03 thla; 25052 61;]5 751)5 ZSO 0 0
6 | Eso w03 |0 o aes a5 20 0 0
6 | Ess0 | w03 |0 o aos a5 20 0 0
6 | EssSL w03 |0 od aos s 0 0 0
6 | Ess2 w03 |0 s aes a5 20 0 0
6 | Esss | s03 | 0 oc aes a5 20 0 0
6 | Ess w03 |0 od a5 a5 0 0 0
0 £385 oU3 Z((;tla; 25C52 6155 7(25 QSO 0 0
0 £386 o03 Zgian 25C52 61;5 7(25 QSO 0 0
0 k387 o03 Z?)ng 25C52 61;5 751)5 QSO 0 0
0 £388 o03 Zgizl 25052 61:9]5 7(25 QSO 0 0
0 £389 o03 Zgia; 25052 61;5 7(25 QS() 0 0
0 £390 o03 Zgia; 25052 61;5 7(25 QSO 0 0
0 E391 o03 thlzl 25%2 61;5 7(25 QSO 0 0
0 £392 472 §$t7a61 2512 61§0 685 189 0 0
0 £393 o03 ;Il‘gtla; 25?52 615\;5 751)5 280 0 0
0 £394 o03 thla; 25?52 615\;5 751)5 280 0 0
Continued on next page...
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EMD-14100, 8CKB

Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 £395 503 thf;l 25C52 615315 725 2S() 0 0
0 £396 503 Z(())tf;l 25C52 615315 725 2S() 0 0
0 k397 503 Z(())tf;l 25C52 61;5 725 2S() 0 0
0 1398 503 thle 25C52 61;5 751)5 280 0 0
0 1399 503 thla; 25052 6155 751)5 2SO 0 0
6 | B0 | w03 |00 o 6o 75 20 0 0
0 k401 472 ’g(;t%l 24ClZ 6?0 6(9)5 189 0 0
6 | B w03 |00 0r 6o s 20 0 0
6 | B w03 |00 v e 75 20 0 0
6 | Bos w03 |0 oo a5 15 20 0 0
I 0 0
0 1406 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 k407 oU3 Z?)gl 25052 61;5 7(25 QSO 0 0
0 F408 o03 Zggl 25052 61;5 7(25 QSO 0 0
0 1409 o03 Zgian 25052 612\9]5 7(25 QSO 0 0
0 E410 472 rg(;%l 2512 615\)10 685 1S9 0 0
0 4Ll o03 :{8 t1a21 2 55 2 6155 7(25 QSO 0 0
0 F412 o03 thf;l 25(?)2 61;5 7(25 2SO 0 0
0 E413 o03 thlaél 25?52 615\;5 751)5 280 0 0
0 k414 o03 thla; 25?52 615\;5 751)5 280 0 0
0 E415 472 g(;t?aél 2512 61§0 685 189 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
0 k416 503 thf;l 25C52 615\915 725 2S() 0 0
0 BAlT 503 Z(())El 25C52 615\915 725 2S() 0 0
0 k418 503 Z(())El 25%2 61;15 725 2SO 0 0
0 k419 503 thla; 25052 61;5 751)5 QSO 0 0
0 1420 503 thla; 25C52 615315 751)5 2SO 0 0
I o 0 0
6 | B2 w03 |0 0l s s 0 0 0
I 0 0
0 k24 472 g(;;%l 2512 61210 6(;5 189 0 0
6 | Bes w03 |00 0l e a5 0 0 0
I T . 0 0
0 ka2t oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 F428 oU3 Zgian 25052 61;5 725 QSO 0 0
0 1429 o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 1430 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 k431 o03 };83321 25052 61;5 725 280 0 0
0 F432 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 1433 A2 g?%l 2512 61§0 6(9)5 189 0 0
0 k434 o03 thla; 25?52 615\;5 751)5 280 0 0
0 F435 o03 thla; 25?52 615\;5 751)5 280 0 0
0 £436 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
0 k43T 503 thf;l 25C52 615\915 725 2S() 0 0
0 k438 503 Z(())El 25C52 615\915 725 2S() 0 0
0 £439 503 Z(())El 25%2 61;15 725 2SO 0 0
0 1440 503 thla; 25052 61;5 751)5 QSO 0 0
0 bddl 503 thla; 25C52 615315 751)5 2SO 0 0
6 | B2 w03 |0 00 s s 20 0 0
6 | Buas w03 |00 or 6o 15 20 0 0
6 | Bas w03 |0 od 6o a5 20 0 0
6 | Bus w03 |00 0r 6o a5 20 0 0
0 F446 472 g(;t%l 24012 6120 6(;5 189 0 0
6 | Bar w03 |00 v 6o s 20 0 0
0 k448 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 1449 oU3 Zgian 25052 61;5 725 QSO 0 0
0 1450 o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 k451 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 F452 o03 };83321 25052 61;5 725 280 0 0
0 £453 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 F454 o03 thf;l 25052 61;5 7(25 2SO 0 0
0 F495 472 Fil;(;;aél 2432 61§0 685 189 0 0
0 £456 o03 thla; 25?52 615\;5 751)5 280 0 0
0 k45T 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k458 503 thf;l 25C52 615\915 725 2S() 0 0
0 k459 503 Z(())El 25C52 615\915 725 2S() 0 0
0 1460 503 Z(())El 25%2 61;15 725 2SO 0 0
0 k461 503 thla; 25052 61;5 751)5 QSO 0 0
0 1462 503 thla; 25C52 615315 751)5 2SO 0 0
6 | B w03 |00 or e 75 20 0 0
I I o 0 0
6 | Baes 503 |00 or 6o a5 20 0 0
6 | Baeo | 503 |00 oc e 745 20 0 0
I T . 0 0
0 £468 472 g(;%l 24012 615\30 6(;5 189 0 0
0 1469 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 B470 oU3 Zgian 25052 61;5 725 QSO 0 0
0 k4Tl o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 k472 o03 Zggl 25052 61:9]5 7(25 QSO 0 0
0 B473 o03 };83321 25052 61;5 725 280 0 0
0 ka7 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 B4T5 o03 thf;l 25052 61;5 7(25 2SO 0 0
0 E476 o03 thla; 25?52 615\;5 751)5 280 0 0
0 k4T 472 §$t7a61 2512 61§0 685 189 0 0
0 BAT8 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
sPrpe
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Mol | Chain | Residues Atoms AltConf | Trace
0 k479 503 thf;l 25C52 615\915 725 2S() 0 0
0 1480 503 Z(())El 25C52 615\915 725 2S() 0 0
0 k481 503 Z(())El 25%2 61;15 725 2SO 0 0
0 1482 503 thla; 25052 61;5 751)5 QSO 0 0
0 k483 503 thla; 25C52 615315 751)5 2SO 0 0
I N o 0 0
6 | Bas w03 |00 od 6o 75 20 0 0
0 1486 472 g(;t?Zl 2512 61210 6(9)5 1S9 0 0
6 | BT w03 |0 or e a5 20 0 0
6 | Bass w03 |00 oc aes 75 0 0 0
6 | B0 |53 |00 or aes 15 20 0 0
0 1490 472 2(7);&61 24012 61210 6(;5 189 0 0
0 F491 oU3 Zgian 25052 61;5 725 QSO 0 0
0 £492 o03 };83321 25CE)2 61;)]5 7(25 280 0 0
0 1493 456 gggl 23029 61?\}1 6(7)1 188 0 0
0 k494 o03 };83321 25052 61;5 725 280 0 0
0 £495 o03 :l;gtla; 25052 6155 7(25 QSO 0 0
0 £496 o03 thf;l 25052 61;5 7(25 2SO 0 0
0 E497 o03 thla; 25?52 615\;5 751)5 280 0 0
0 F498 o03 thla; 25?52 615\;5 751)5 280 0 0
0 1499 456 ?6)51349l 2??29 61§1 6(7)1 1S8 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 £500 503 thf;l 25C52 615315 725 2S() 0 0
0 E501 503 Z(())tf;l 25C52 615315 725 2S() 0 0
0 E502 503 Z(())tf;l 25C52 61;5 725 2S() 0 0
0 E503 503 thle 25C52 61;5 751)5 280 0 0
0 k504 503 thla; 25052 6155 751)5 2SO 0 0
0 E505 451 ’ggtla; 23CO7 61§3 6(6)4 188 0 0
6 | Es0o | 503 |00 o aos a5 20 0 0
6 | Es0T w03 |0 o aes 75 20 0 0
6 | Esos | w03 |0 g aos a5 20 0 0
6 | B w03 |00 g aes s 20 0 0
6 | EsI0 |53 | o aes a5 20 0 0
0 E5H 456 rgggl 23029 61?\31 6(7)1 188 0 0
0 E512 oU3 Z?)gl 25052 61;5 7(25 QSO 0 0
0 k513 o03 Zggl 25052 61;5 7(25 QSO 0 0
0 k514 o03 Zgian 25052 612\9]5 7(25 QSO 0 0
0 E515 o03 Zggl 25052 612\9]5 7(25 QS() 0 0
0 E516 o03 Zgian 25052 6155 7(25 QSO 0 0
0 ES17 456 ggflzl 23?29 61?\}1 6(’?1 1S8 0 0
0 ES18 o03 thlaél 25?52 615\;5 751)5 280 0 0
0 E519 o03 thla; 25?52 615\;5 751)5 280 0 0
0 £520 503 thla; 25?52 61;5 751)5 280 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
0 k521 503 thf;l 25C52 615315 725 2S() 0 0

0 1522 503 Z(())tlzl 25C52 6155 725 2S() 0 0
0 k523 503 thf;l 2552 61;5 725 2S() 0 0
0 k524 503 thle 25C52 61;5 751)5 280 0 0
0 k525 503 thla; 25C52 6155 725 2SO 0 0
6 | Es | s0s |0 s aes s 0 0 0
0 k527 472 ’g(;t%l 24012 6?0 6(9)5 189 0 0
6 | Ess w03 |0 0l aes 15 20 0 0
6 | B w03 |0 0l e s 0 0 0
6 | ES0 |s03 |0 0c aes a5 20 0 0
6 | ESSL | s03 | 0 0c aes s 0 0 0
0 1532 oU3 Z((;ian 25052 6155 7(25 QSO 0 0
0 £533 oU3 Z?)ian 25052 61;5 7(25 QSO 0 0
0 £534 o03 Z?)ia; 25052 61;5 7(25 QSO 0 0
0 £535 o03 Z?)gl 25052 612\9]5 7(25 QSO 0 0
e Molecule 7 is a protein called Muzzle protein gp44.

Mol | Chain | Residues Atoms AltConf | Trace
’ kool 1354 F()O;;é 6;318 1?15 2?37 285 0 0
’ 1002 1354 F()O;;é 6518 1;5 2?37 285 0 0
’ 1003 1354 ;F()O9t2aé 6;318 1;5 2?37 285 0 0
’ k004 1354 11;)09?; 6;318 1;5 2?37 285 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
Total  C N O S

T RS A3 0905 Goas 1815 2137 25 ’ ’
Total C N O S

T RO06 13 0905 Goas 1815 2137 25 0 ’

e Molecule 8 is a protein called Cargo protein 1 gp45.

Mol | Chain | Residues Atoms AltConf | Trace
8 | ool 32 T;;iﬂ 1(537 411 fg ? 0 0
8 | Goo2 32 I;O;fl 1(537 i fg ? 0 0
8 | Qoo3 32 I;O;fl 137 411 fg ? 0 0
8 | Q004 32 205‘3?1 1(537 ﬂ g i’ 0 0
8 | G005 32 1*2051;?1 1(537 41\411 g i’ 0 0
8 | Q006 32 gogfl 127 41\411 fg ? 0 0
8 | oot 32 1‘20;?1 137 El fg ? 0 0
8 | Goos 32 ngfl 1(;7 El g ? 0 0
8 | G009 32 T;;fl 1(;7 Ex 2) ? 0 0
8 | G010 32 T;;fl 137 Ex 489 f 0 0
8 | Goll 32 Tzogfl 1(537 Ex 489 f 0 0
8 | G012 32 T;;fd 1(537 Ex fg f 0 0
s oo | | R e g 5 | 0|0
s oo | | R e g 5 | 0|0
s oo | a5 | 0|0
8 | GOI6 | 126 1;)0;?1 6%]5 11;19 2(81 g 0 0
8 | GoIT | 126 1;)0;?1 6%5 11;19 2(31 S 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
s joos | 1 | g G oo o | 0 | O
s oo | 1 | g G oo o | 0 | O
s oo | 1 | gl G oo o | 0 | O
s e | | g G oeoam o | 0 |0
8 G022 126 T;)St?l 6%5 11;19 281 2 0 0
s Lo | | R o a0 0 ;
s oo | | R o a0 0 ;
e Molecule 9 is a protein called Portal protein gp20.

Mol | Chain | Residues Atoms AltConf | Trace
9 Hoo1 688 E(()itlé;l 35058 92]7 1(?77 2S5 0 0
9 HOO2 678 EEZZI 35019 914\111 1(%2 2S3 0 0
9 Hoo3 684 ggft;;l 35050 91211 1(?72 2S4 0 0
o | moon |5 |l g e o 0 0
o | moos | a0 | e g0 a0 0 0
o | moo6 | est | 2 o o o o 0 0
o | moor | a0 | S g o o 0 0
o | moos | e | s o 0 0
) HOO9 694 ggfi?l 36001 91(\;1 10085 2S4 0 0
o | mow |68 | 8 o g 10 o 0 0
) HolL 069 EZ;ZI 34083 91;I9 1(313 283 0 0
) HO12 681 Eggzl 35029 9125 1(())66 283 0 0
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e Molecule 10 is a protein called Portal vertex capsid protein gp57.

Mol | Chain | Residues Atoms AltConf | Trace
10 1001 82 Tf‘ioltgl 332 11(\)IO 1(1)8 3 0 0
10 1002 73 T;)O(St; 1 3?9 Si 1(35 g 0 0
10 1003 82 ’I(;Oltgl 332 11(\)IO 1?8 S 0 0
10 1004 73 qi’)ofit; 1 3?9 5]1 1(35 2 0 0
10 1005 82 Téoltgl 3(932 11(\)IO 1(1)8 S 0 0
o | w06 | s s e | 0| O
10 1007 82 qzioltgl 3(;2 11(\)IO 1C1)8 3 ¥ 0
o w08 | s s s | 0| O
10 1009 82 1;5();31 3(;2 11(\)10 1(1)8 S 0 0
10 1010 73 1:506;6; 1 3?9 El)\i 1%)5 2 0 0
e Molecule 11 is a protein called Ring protein 1 gp43.

Mol | Chain | Residues Atoms AltConf | Trace
R - 0 0
R 0 0
R 0 0
oo |26 | e 0 0
1 J005 226 111(8)1&?1l 1 1088 31(\)IS 3(??6 g 0 0
1 J006 226 111221 1 1(?%8 31(\)IS 3(??6 S 0 0
1 007 226 11221 1 1C88 31(\)18 3(536 S 0 0
1 J008 226 111221 1 1(?38 31(\)18 3(3?6 S 0 0
1 J009 226 ?;El&flll 1 1088 31(\)18 3(3?6 S 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
1 JO10 226 ?‘;Eﬁl 1 1?38 31(\)IS 326 S 0 0
1 JOl 226 ?ZESI 1 1C88 31(\)IS 326 S 0 0
1 JO12 226 ?ZESI 1 1(;8 31(\)IS 326 S 0 0

e Molecule 12 is a protein called Ring protein 2 gp40.

Mol | Chain | Residues Atoms AltConf | Trace
12 Koot 225 ?gﬁil 1 1(;30 2152 3(5)7 182 0 0
12 K002 225 ?;ESI 1 1C80 215312 3(5)7 182 0 0
12 K003 225 ?‘;Eﬁl 1 1080 215312 3?7 182 0 0
12 Koo 225 ?‘;Eﬁl 1 1080 22]2 3?7 1S2 0 0
12 K005 225 ?‘;ﬁl 1 1(’380 2152 3(5)7 1S2 0 0
12 K006 225 rf‘;ﬁﬁl 1 1(;0 21;2 3(5)7 1S2 0 0
12 K007 225 r‘lrgil 1 1(;0 21;12 3(5)7 1S2 0 0
12 KOo8 225 ?8)531 1 1CSO 215\)12 3(5)7 182 0 0
2 | Kooy | 25| BT L e 1 0 ;
2 | Kow |25 | a1 0 0
2 | Kou |25 | a1 0 0
2 | Koz |25 | a1 0 0

e Molecule 13 is a protein called Ring protein 3 gp35.

Mol | Chain | Residues Atoms AltConf | Trace
13 Lot 220 ?8)8351 11C51 2153 3(5)7 ZSL 0 0
13 Looz 226 ?ég;l 11051 215\;3 3(5)7 ZSl 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
13 Lo03 226 ?gga; 11051 215\913 3?7 ZSL 0 0
13 Lood 226 ?‘;ga; 11%1 215\913 3?7 ZSL 0 0
13 1005 226 ?gga; 11C51 21;13 3(5)7 ZSL 0 0
13 100G 220 ?;ga; 11051 21;]3 3(5)7 ZSL 0 0
13 Loo7 220 ?28351 11051 21;13 3(5)7 ZSL 0 0
R R 0 0
R 0 0
I I 0 0
I R 0 0
I I 0 0
e Molecule 14 is a protein called Ring protein 4/5 gp34.

Mol | Chain | Residues Atoms AltConf | Trace
14 Mool 238 ??721 11085 311]2 3?7 ZSL 0 0
14 Mo02 238 ?gt%l 11?35 31112 3?7 ZSL 0 0
141 Moos 238 ??7&81 11085 31112 3?7 ZSL 0 0
141 Moo 238 ?gt;;l 11(;5 31;]2 3?7 ZSL 0 0
141 MO0 238 ?gg?%l 11(;5 31112 3(7)7 ZSL 0 0
141 MOo6 238 ?ggaSl 11CSS 31112 3(7)7 ZSL 0 0
o woor |2 | e o 0 0
o wos |2 | Q8 e o 0 0
R e P 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
14| Mo10 238 ?ggasl 11(;5 311]2 3(7)7 zSL 0 0
14| Mol 238 ?Zt%l 11C85 311]2 3(7)7 zSL 0 0
14} Motz 238 fg;asl 11(;5 311]2 3(7)7 zSL 0 0
141 Moi3 238 ??7?%1 11(;5 311]2 3(7)7 zSL 0 0
14 1 Mo 238 ?ggasl 11085 311]2 3(7)7 zSL 0 0
4 MoL5 ) 238 ?é;asl 11085 3?2 3(7)7 zSL 0 0
4 Moi6 ) 238 ??7&81 11(;5 3?2 3(7)7 zSL 0 0
14 Moi7) - 238 ?ggasl 11(335 31;12 3(7)7 zSL 0 0
4 Mois ) 238 ?(s)t?asl 11%5 31112 3(7)7 zSL 0 0
4| Mo19 ) 238 ?(S)t?asl 11085 31112 3(7)7 zSL 0 0
4| M020 ) 238 ?(S)t?asl 11085 31112 3(7)7 zSL 0 0
14| Mo21 238 ?gt%l 11C85 31112 3(7)7 zSL 0 0
14| M022 238 ?ggasl 11C85 31112 3(7)7 zSL 0 0
14| Mo23 238 ?gt%l 11%5 311]2 3(7)7 zSL 0 0
14| Mo24 238 ?gt?azsl 11(535 311]2 3(7)7 zSL 0 0
e Molecule 15 is a protein called Tail fiber protein gp22.

Mol | Chain | Residues Atoms AltConf | Trace
15 | 0001 19 Tlo;gl 1(132 ;\; ?% ? 0 0
15 | 0002 19 Tlo;gl 1(1]2 é\; 3?0 ? 0 0
15 | 0003 19 Tlo;gl 1(1]2 é\; g) ? 0 0
15 | 0004 25 goztjl 125 ?1)\; 51 ?’ 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
15 | 0005 19 Tlo;gl 1(132 21\; ?% f 0 0
15 | 0006 19 110;(?1 1(132 21\; ?% f 0 0
15 | 0007 25 EO;ZI 125 3N7 fl ? 0 0
15 | 0008 19 110;31 1% 21\; ;2) f 0 0
15 | 0009 19 110;51 1% 21\; ??o f 0 0
15 | 0010 25 T;;ZI 125 ;\; 1?1 f 0 0
15 | 0011 19 Ti()?tgl 1(132 ;\; ?% ? 0 0
15 | 0012 25 goztjl 1;35 ?1)\; fl ? 0 0
15 | 0013 19 Tlo;gl 1?2 ;\; ?% ? 0 0
15 | 0014 25 goztjl 125 ?1)\; fl ? 0 0
15 | 0015 19 Tlo;gl 1(132 é\; g) ? 0 0
15 | 0016 19 Tf;gl 1(1]2 é\; ;DO ? 0 0
15 | 0017 25 goztjl 125 ?1)\; 1?1 ?’ 0 0
15 | 0018 19 Tl(’?tgl 1(132 ;\17 g) ? 0 0
15 | 0019 19 110;(?1 1(132 ;\; g) ? 0 0
15 | 0020 25 20521 135 ;\; fl f 0 0
15 | 0021 19 Tlo;gl 1(;2 ;\; g()) f 0 0
15 | 0022 19 110;(?1 1(132 ;\; ?S()) f 0 0
15 | 0023 25 2052“1 1(435 3N7 51 f 0 0
15 | 0024 19 Tlo;g“l 1(132 ;\; ?% f 0 0
15 | 0025 19 Tlo;g“l 1(132 ;\; ?3) f 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
15 | 0026 19 Tlo;gl 1(132 21\; ?% f 0 0
15 | 0027 25 1;0;21 125 3N7 fl f 0 0
15 | 0028 19 110;31 1(132 21\; ?% ? 0 0
15 | 0029 19 110;31 1% 21\; ;2) f 0 0
15 | 0030 25 EO;ZI 125 3N7 fl f 0 0
15 | 0031 19 Ti()?tgl 1?2 ;\; ?% f 0 0
15 | 0032 19 Ti()?tgl 1(132 ;\; ?% ? 0 0
15 | 0033 25 goztjl 1;35 ?1)\; fl ? 0 0
15 | 0034 19 Tlo;gl 1?2 ;\; ?% ? 0 0
15 | 0035 19 Tlo;gl 1(132 ;\; ?% ? 0 0
15 | 0036 25 goztjl 125 ?1)\; fl ? 0 0
e Molecule 16 is a protein called Tail hub protein A gp38.
Mol | Chain | Residues Atoms AltConf | Trace
16| PO01 14 ?th;l 9?3 21;I5 2(7)1 180 0 0
16 | Poo2 188 ??121 9(638 21:113 282 1S3 0 0
16| P03 1 ?ZZI 9(234 21;0 2(7)6 181 0 0
16 Pood ) 188 ?(5);%1 928 21:1]3 282 183 0 0
16| P00 17 ?th;l 9(133 21;5 2?1 180 0 0
16| P0G 188 ?Etfél 9(6]8 211\113 282 183 0 0
16 | Po07 174 fiitfél 9(1]3 21;]5 2(7)1 180 0 0
16| P08 188 ?gtla(sl 9(6]8 214\113 2(9)2 183 0 0
Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
16 P009 1 ?ZSSI 934 21;310 2(7)6 181 0 0
16 Po10 188 ??1%1 9%8 214\1]3 282 1S3 0 0
16 PO 17 ?Ztlzl 9(133 21;15 2(7)1 180 0 0
16 Po12 188 r‘1th1?31 9§8 214\1]3 2(9)2 183 0 0
16 Po13 1 rﬁﬁlall 9(;4 21;}0 2(7)6 181 0 0
6 | pou | s R sl g g 0 0
16 PO15 1 ?ZZI 934 21;0 2(7)6 181 0 0
6 | P06 |18 i g g 0 0
16 PoL7 1 ?ZESI 934 21;’)]0 2(7)6 lsl 0 0
6 | pots | s8R sl 0 g 0 0
16 Po19 1 112;2;1 9(133 21;]5 2(7)1 180 0 0
16 P020 188 qugtlzl 9(6]8 214\113 282 183 0 0
16 Po21 1 ?ZZI 9(2]4 21;10 2(7)6 181 0 0
16 P022 188 11123?51 9(638 214\113 282 183 0 0
16 P023 1 112;?)1 9?3 21;]5 2(7)1 180 0 0
16 P024 188 111;%1 92‘38 214\113 2(9)2 1S3 0 0

e Molecule 17 is a protein called Tail hub protein B gp39.

Mol | Chain | Residues Atoms AltConf | Trace
17 Qoo 107 TSO;E? l 5(630 11;%]4 1(?5 S 0 0
17 Q002 107 1;30;; l 5(630 11;%]4 1(?5 S 0 0
17 Q003 107 1;30;; l 5(630 11;%]4 1(7)5 S 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
17 Q004 107 T807t§L l 5%10 11?\}4 1(7)5 3 0 0
17 Q005 107 T807téCL l 5%30 1214 1(7)5 S 0 0
17 Q006 107 T80;§ l 5%30 11;4 1(7)5 3 0 0
17 Q07 107 20;83 l 5g0 11;14 1(7)5 S 0 0
17 Q008 107 20;6? l 520 11;4 1(7)5 S 0 0
17 Q009 107 ’I;);g l 520 11;14 1(7)5 S 0 ¥
17 Q010 107 ’I;);g l 5(630 11;14 1(7)5 S 0 0
17 Qo1 107 Tg)?tg l 5(6?0 11;14 1(7)5 S 0 0
R R I R

e Molecule 18 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf
18 | E009 1 Toltal hﬁg 0
18 | E021 1 Toltal l\gg 0
18 | E030 1 Toltal N{g 0
18 | E044 1 Toltal N{g 0
18 | E053 | Toltal N{g 0
18 | E062 1 Toltal N{g 0
18 | Eo071 1 Toltal Dﬁg 0
18 | E080 1 Toltal N{g 0
18 | E088 1 Toltal N{g 0
18 | E097 1 Toltal N{g 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
18 | E106 1 Toltal N{g 0
18 | E120 1 Toltal N{g 0
18 | E129 1 Toltal N{g 0
18 | E138 1 Toltal N{g 0
18 | E142 1 Toltal hgg 0
18 | E151 1 Toltal N{g 0
18 | E160 1 Toltal N{g 0
18 | E173 1 Toltal N{g 0
18 | E182 1 Toltal N{g 0
18 | E191 1 Toltal hgg 0
18 | E195 1 Toltal N{g 0
18 | E204 1 Toltal N{g 0
18 | E213 1 Toltal N{g 0
18 | E221 1 Toltal l\gg 0
18 | E230 1 Toltal l\gg 0
18 | E236 1 Toltal l\gg 0
18 | E245 1 Toltal l\gg 0
18 | E254 1 Toltal l\gg 0
18 | E269 1 Toltal l\gg 0
18 | E281 1 Tolta‘l l\gg 0
18 | E292 1 Toltal l\gg 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf
18 | E301 1 Toltal N{g 0
18 | E310 1 Toltal N{g 0
18 | E314 1 Toltal N{g 0
18 | E323 1 Toltal N{g 0
18 | E332 1 Toltal hgg 0
18 | E345 1 Toltal N{g 0
18 | E354 1 Toltal N{g 0
18 | E363 1 Toltal N{g 0
18 | E369 1 Toltal N{g 0
18 | E378 1 Toltal N{g 0
18 | E386 1 Toltal N{g 0
18 | E395 1 Toltal N{g 0
18 | E404 1 Toltal N{g 0
18 | E418 1 Toltal l\gg 0
18 | E427 1 Toltal l\gg 0
18 | E436 1 Toltal l\gg 0
18 | E440 1 Toltal l\gg 0
18 | E449 1 Toltal l\gg 0
18 | E458 1 Toltal l\gg 0
18 | E471 1 Tolta‘l l\gg 0
18 | F480 1 Toltal hgg 0

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

Mol | Chain | Residues Atoms AltConf
18 | E489 1 Toltal N{g 0
18 | E491 1 Toltal N{g 0
18 | E492 1 Toltal N{g 0
18 | E493 1 Toltal N{g 0
18 | E494 1 Toltal hgg 0
18 | E497 1 Toltal N{g 0
18 | E499 1 Toltal N{g 0
18 | E503 1 Toltal N{g 0
18 | E505 1 Toltal N{g 0
18 | E506 1 Toltal N{g 0
18 | E507 1 Toltal N{g 0
18 | E508 1 Toltal N{g 0
18 | E509 1 Toltal N{g 0
18 | E512 1 Toltal l\gg 0
18 | E513 1 Toltal l\gg 0
18 | E515 1 Toltal l\gg 0
18 | E517 1 Toltal l\gg 0
18 | E530 1 Toltal l\gg 0
18 | HO01 1 Toltal l\gg 0
18 | H002 1 Tolta“l l\gg 0
18 | HO003 | Toltal hgg 0

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

Mol | Chain | Residues Atoms AltConf
18 | H004 1 Toltal N{g 0
18 | H005 1 Toltal N{g 0
18 | HO06 | Toltal N{g 0
18 | H007 | Toltal N{g 0
18 | HO08 | Toltal hﬁg 0
18 | H009 1 Toltal N{g 0
18 | HO10 1 Toltal N{g 0
18 | HO11 1 Toltal l\gg 0
18 | HO12 1 Toltal N{g 0

MolProbity failed to run properly - this section is therefore empty.
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3 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 27445 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) 51.0 Depositor
Minimum defocus (nm) 300 Depositor
Maximum defocus (nm) 2000 Depositor
Magnification Not provided
Image detector FEI FALCON IIT (4k x 4k) Depositor
Maximum map value 0.268 Depositor
Minimum map value -0.211 Depositor
Average map value 0.000 Depositor
Map value standard deviation 0.010 Depositor
Recommended contour level 0.015 Depositor
Map size (A) 1499.0992, 1499.0992, 1499.0992 wwPDB
Map dimensions 750, 750, 750 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.998799, 1.998799, 1.998799 Depositor



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#experimental_info
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4 Model quality (i)

4.1 Standard geometry (i)

MolProbity failed to run properly - this section is therefore empty.

4.2 Too-close contacts (i)

MolProbity failed to run properly - this section is therefore empty.

4.3 Torsion angles (i)
4.3.1 Protein backbone (3)

MolProbity failed to run properly - this section is therefore empty.

4.3.2 Protein sidechains (1)

MolProbity failed to run properly - this section is therefore empty.

4.3.3 RNA (D

MolProbity failed to run properly - this section is therefore empty.

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

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

4.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

4.6 Ligand geometry (i)

Of 82 ligands modelled in this entry, 82 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.
There are no bond angle outliers.

There are no chirality outliers.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#standard_geometry
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#close_contacts
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_sidechains
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
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
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There are no torsion outliers.
There are no ring outliers.

No monomer is involved in short contacts.

4.7 Other polymers (i)

There are no such residues in this entry.

4.8 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#polymer_linkage

Page 81 wwPDB EM Validation Summary Report EMD-14100, SCKB

5 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-14100. 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.

5.1 Orthogonal projections (i)

5.1.1 Primary map

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

5.2 Central slices (i)

5.2.1 Primary map

X Index: 375 Y Index: 375 7 Index: 375


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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The images above show central slices of the map in three orthogonal directions.

5.3 Largest variance slices (i)

5.3.1 Primary map

X Index: 389 Y Index: 391 7 Index: 169

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

5.4 Orthogonal standard-deviation projections (False-color) (i)

5.4.1 Primary map

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


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

5.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.015.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

5.6 Mask visualisation (i)

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


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

Page 84 wwPDB EM Validation Summary Report EMD-14100, SCKB

6 Map analysis (i)

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

6.1 Map-value distribution (i)

Map-value distribution

57 —— Voxel count

Recommended contour
4 level 0.015

Voxel count (logl0)

I T T
-0.2 -0.1 0.0 0.1 0.2
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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6.2 Volume estimate (i)

16 Volume estimate

~

3.5 A

3.0 1

2.5 A

2.0 1 — \olume

Recommended contour
level 0.015
1.5 -

Volume (nm?3)

1.0

0.5 1

N
e
T T T I )
—-0.2 —-0.1 0.0 0.1 0.2
Contour level

0.0

The volume at the recommended contour level is 116453 nm?; this corresponds to an approximate
mass of 105195 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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6.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

—— Primary map RAPS
Reported resolution
439 A*

Intensity (log10)

0- \
! ! ! ! ! !
0.00 0.05 0.10 0.15 0.20 0.25
Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.228 At


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

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

7.1 FSC (D

FSC

— Author-provided F5C
0.143

—— 05

== Half-bit
Reported resolution
4.39 A=

Correlation

RN

0.0 e e e ]

-0.2 . . | | |
0.00 0.05 0.10 0.15 0.20 0.25

Spatial frequency (41

*Reported resolution corresponds to spatial frequency of 0.228 At


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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7.2 Resolution estimates (i)

Estimation criterion (FSC cut-off)

Resolution estimate (A)

0.143 | 0.5 Half-bit
Reported by author 4.39 - -
Author-provided FSC curve | 4.39 | 7.90 4.49
Unmasked-calculated™* - - -

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps.


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

Page 89 wwPDB EM Validation Summary Report EMD-14100, SCKB

8 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-14100 and PDB
model 8CKB. Per-residue inclusion information can be found in section 7?7 on page ?7?.

8.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.015
at 50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


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

1.0

0.0
B <0.0

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

8.3 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 (0.015).


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

Atom inclusion

l-o _ Y
o
= 0.8 1
£
T,
E 0.6 4 —— Backbone atoms
£ All non-hydrogen
E atoms
g Recommended contour
o level 0.015
S 0.4
=
g=
]
[}
o
E 0.2 1
0.0 T .

T T T
-0.2 —0.1 0.0 0.1 0.2
Contour level

At the recommended contour level, 97% of all backbone atoms, 89% of all non-hydrogen atoms,
are inside the map.


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

The table lists the average atom inclusion at the recommended contour level (0.015) and Q-score
for the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.8930 . (0.3200
A001 0.9130 . (0.3210
A002 0.9320 . (0.3100
A003 0.9450 . (0.3480
A004 0.9260 . 0.3130
A005 0.9290 . (.3450
A006 0.9350 . (0.3570
A007 0.9270 . (0.3540
A008 0.9370 . (0.3590
A009 0.9390 . (0.3690
A010 0.9160 . (0.3290
AO011 0.9510 . 0.3610
A012 0.9430 . 0.3620 10
A013 0.9390 . (0.3470
A014 0.9460 . (0.3680
A015 0.9320 . (0.3400
A016 0.9350 . (0.3440
A017 0.9320 . (0.3200
A018 0.9300 . 0.3140
A019 0.9250 . 0.3230
A020 0.9140 . 0.3350
A021 0.9290 . ().3570 <00
A022 0.9280 . (.3480
A023 0.9230 . 0.3590
A024 0.9210 . (0.3350
A025 0.9340 . (0.3420
A026 0.9270 . 0.3280
A027 0.9490 . (0.3430
A028 0.9400 . (0.3380
A029 0.9260 . 0.3110
A030 0.9350 . (0.3050
A031 0.9150 . (0.2810
A032 0.9190 . 0.2960
A033 0.9240 . 0.2870
A034 0.9220 . 0.2940

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

Chain Atom inclusion Q-score
A035 0.9240 . 0.2960
A036 0.9540 . 0.3620
A037 0.9430 . 0.3560
A038 0.9340 . (0.3570
A039 0.9380 . 0.3570
A040 0.9370 . (0.3620
A041 0.9280 . 0.3450
A042 0.9350 I 0.3550
A043 0.9330 . 0.3640
A044 0.9340 . 0.3620
A045 0.9410 . (0.3400
A046 0.9310 . (0.3500
A047 0.9160 . 0.3360
A048 0.9260 . 0.3300
A049 0.9170 . 0.3270
A050 0.9290 . 0.3670
A051 0.9550 . 0.3640
A052 0.9450 . 0.3720
A053 0.9400 . (0.3500
A054 0.9410 I 0.3610
A055 0.9400 . 0.3490
A056 0.9350 . 0.3460
A057 0.9360 . 0.3270
A058 0.9220 B (0.3110
A059 0.9320 . (0.3390
A060 0.9450 . (0.3560
A061 0.9370 I 0.3560
A062 0.9370 . 0.3500
A063 0.9420 . 0.3600
A064 0.9410 . 0.3430
A065 0.9360 . (0.3440
A066 0.9310 . (0.3200
A067 0.9260 . (0.3090
A068 0.9320 . 0.3350
A069 0.9150 . 0.3320
A070 0.9280 . 0.3500
A071 0.9370 B 0.3550
A072 0.9270 . (0.3410
A073 0.9370 . (0.3590
A074 0.9300 . 0.3480
AQ75 0.9350 I 0.3560
A076 0.9330 . 0.3460

Continued on next page...

WORLDWIDE
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Continued from previous page...

Chain Atom inclusion Q-score
A077 0.9290 . (0.3440
A078 0.9280 I 0.3480
A079 0.9480 I (0.3510
A080 0.9510 . (0.3370
A081 0.9370 . (0.3400
A082 0.9270 . 0.2930
A083 0.9310 . 0.3210
A084 0.9310 . 0.3040
A085 0.9390 . 0.3360
A086 0.9480 . (0.3660
AO87 0.9370 . (0.3420
A088 0.9460 . (0.3350
A089 0.9420 . 0.3330
A090 0.9230 . 0.2940
A091 0.9200 . 0.2960
A092 0.9090 . 0.2600
A093 0.9150 . (0.2810
A094 0.9190 . 0.2770
A095 0.9190 . 0.2800
A096 0.9140 . 0.2840
A097 0.9220 . 0.3460
A098 0.9420 . 0.3670
A099 0.9410 . (0.3660
A100 0.9380 . (0.3620
A101 0.9470 . (0.3590
A102 0.9440  0.3530
A103 0.9410 I 0.3540
A104 0.9300 . 0.3060
A105 0.9320 . 0.3190
A106 0.9180 . 0.3020
A107 0.9400 . (0.3350
A108 0.9410 . (0.3580
A109 0.9380 I 0.3540
A110 0.9510 I 0.3670
Alll 0.9470 I 0.3630
Al112 0.9370 . 0.3660
Al113 0.9300 . (0.3650
Al14 0.9380 . (0.3610
Al115 0.9230 . (0.3610
A116 0.9330 . 0.3470
A117 0.9340 . 0.3520
Al118 0.9290 . 0.3580

Continued on next page...

WORLDWIDE
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Continued from previous page...

Chain Atom inclusion Q-score
A119 0.9510 I 0.3660
A120 0.9430 . 0.3680
Al121 0.9380 . (0.3630
A122 0.9370 . (0.3550
A123 0.9430 . (0.3400
Al124 0.9400 . 0.3330
A125 0.9370 . 0.3370
A126 0.9260 . 0.2960
A127 0.9310 . 0.3110
A128 0.9230 . (0.2900
A129 0.9410 . (0.3350
A130 0.9430 . (0.3500
A131 0.9300 . 0.3400
A132 0.9490 I 0.3610
A133 0.9380 B 0.3550
Al134 0.9240 . 0.3500
A135 0.9310 . (0.3370
A136 0.9260 . (0.3350
A137 0.9200 . 0.3410
A138 0.9300 . 0.3470
A139 0.9370 . 0.3480
A140 0.9170 . 0.3320
Al141 0.9380 . (0.3490
A142 0.9360 . (0.3470
A143 0.9250 . (0.3490
Al44 0.9290 . 0.3460
A145 0.9370 I 0.3530
A146 0.9260 . 0.3490
A147 0.9330 . 0.3630
A148 0.9280 . (0.3570
A149 0.9470 . (0.3640
A150 0.9410 . (0.3610
A151 0.9380 I 0.3610
A152 0.9310 m 0.3510
A153 0.9270 . 0.3500
Alb4 0.9200 . 0.3410
A155 0.9230 . (0.3540
A156 0.9250 . (0.3610
A157 0.9260 . (0.3610
A158 0.9430 . 0.3460
A159 0.9420 . 0.3380
A160 0.9330 . 0.3390

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

Chain Atom inclusion Q-score
Al161 0.9190 . 0.2880
A162 0.9260 . 0.2970
A163 0.9150 . (0.2870
Al64 0.9310 . (0.3190
A165 0.9400 . (0.3440
A166 0.9260 . 0.3290
Al67 0.9290  0.3010
A168 0.9250 . 0.2900
A169 0.9200 . 0.2940
A170 0.9140 . (0.2800
A171 0.9170 . (0.2920
A172 0.9270 I (0.3160
A173 0.8900 . 0.2510
Al174 0.8910 . 0.2380
A175 0.8870 . 0.2470
A176 0.9180 . 0.3140
A177 0.9110 . 0.3010
A178 0.9190 B (0.3110
A179 0.9270 . 0.3220
A180 0.9170 . 0.3240
A181 0.8940  0.2810
A182 0.9410 . 0.3530
A183 0.9400 . (0.3550
A184 0.9490 . (0.3610
A185 0.9380 . (0.3630
A186 0.9380 . 0.3380
A187 0.9400 . 0.3470
A188 0.9260 I 0.3310
A189 0.9440 . 0.3230
A190 0.9330 . (0.3410
A191 0.9470 . (0.3460
A192 0.9530 . (0.3410
A193 0.9360 . 0.3410
A194 0.9370 . 0.3400
A195 0.9270 . 0.3380
A196 0.9470 . 0.3490
A197 0.9410 . (0.3210
A198 0.9330 . 0.3390
A199 0.9310 . (0.3020
A200 0.9330 . 0.3070
A201 0.9370 I 0.3150
A202 0.9520 I 0.3480

Continued on next page...

WORLDWIDE
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Continued from previous page...

Chain Atom inclusion Q-score
A203 0.9500  0.3710
A204 0.9420 . 0.3510
A205 0.9530 . (0.3620
A206 0.9390 . (0.3590
A207 0.9350 . (0.3640
A208 0.9450 = 0.3670
A209 0.9410 I 0.3650
A210 0.9360 . 0.3640
A211 0.9360 . 0.3610
A212 0.9370 . (0.3570
A213 0.9380 . 0.3710
A214 0.9430 . (0.3480
A215 0.9310 . 0.3400
A216 0.9300 . 0.3360
A217 0.9380 . 0.3330
A218 0.9230 . 0.3270
A219 0.9190 . (0.3330
A220 0.9230 . (0.3300
A221 0.9240 . 0.3360
A222 0.9270 . 0.3400
A223 0.9280 . 0.3470
A224 0.9370 . 0.3450
A225 0.9380 . (0.3500
A226 0.9290 . (0.3420
A227 0.9440 . (0.3430
A228 0.9300 . 0.3350
A229 0.9260 . 0.3250
A230 0.9350 I 0.3360
A231 0.9280 . 0.3240
A232 0.9190 . (0.3320
A233 0.9240 . (0.3200
A234 0.9290 . (0.3320
A235 0.9200 . 0.3250
A236 0.9500 . 0.3640
A237 0.9390 I 0.3630
A238 0.9330 . 0.3580
A239 0.9330 . (0.3500
A240 0.9230 . (0.3600
A241 0.9220 . (0.3490
A242 0.9370 I 0.3600
A243 0.9380 . 0.3690
A244 0.9340 . 0.3680

Continued on next page...
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PROTEIN DATA BANK



Page 98

wwPDB EM Validation Summary Report

EMD-14100, 8CKB

Continued from previous page...

Chain Atom inclusion Q-score
A245 0.9410  0.3500
A246 0.9340 . 0.3490
A247 0.9090 . (0.3400
A248 0.9300 . (0.3650
A249 0.9340 . (0.3620
A250 0.9260 . 0.3640
A251 0.9510 . 0.3620
A252 0.9430 . 0.3600
A253 0.9280 . 0.3360
A254 0.9390 . (0.3660
A255 0.9440 . (0.3390
A256 0.9300 . (0.3330
A257 0.9440 . 0.3100
A258 0.9230 . 0.2890
A259 0.9340 . 0.3190
A260 0.9430 . 0.3400
A261 0.9370 . (0.3290
A262 0.9300 . (0.3260
A263 0.9200 . (0.2840
A264 0.9250 . 0.2940
A265 0.9250 . 0.2800
A266 0.9280 . 0.3140
A267 0.9340 . (0.3350
A268 0.9330 . (0.3230
A269 0.9210 . (0.2830
A270 0.9260 . 0.2900
A271 0.9190 . 0.2870
A272 0.9220 . 0.2920
A273 0.9260 . 0.3180
A274 0.9400 . (0.3260
A275 0.9420 . (0.3240
A276 0.9160 . (0.2890
A277 0.9180 . 0.2790
A278 0.9070 . 0.2520
A279 0.9100 . 0.2700
A280 0.9240 I 0.2650
A281 0.9150 . 0.2720
A282 0.9150 . 0.2790
A283 0.9150 . (0.3330
A284 0.9170 . 0.3450
A285 0.9260 . 0.3480
A286 0.9290 . 0.3610
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Chain Atom inclusion Q-score
A287 0.9510 . 0.3340
A288 0.9450 . 0.3400
A289 0.9210 . (0.3000
A290 0.9370 . 0.3020
A291 0.9170 . (0.2720
A292 0.9110 . 0.2850
A293 0.9470 I 0.3560
A294 0.9400 . 0.3640
A295 0.9370 . 0.3420
A296 0.9350 . (0.3610
A297 0.9440 . (0.3410
A298 0.9320 . (0.3480
A299 0.8960 . 0.2410
A300 0.8900 . 0.2340
A301 0.9010 I 0.2550
A302 0.9160 . 0.3190
A303 0.9160 . (0.3210
A304 0.9170 . (0.3340
A305 0.9250 . 0.3360
A306 0.9210 . 0.3190
A307 0.8910 . 0.2820
A308 0.9370 . 0.3350
A309 0.9290 . (0.3260
A310 0.9300 . (0.3400
A311 0.9300 . (0.3410
A312 0.9290 I 0.3060
A313 0.9230 I 0.3150
A314 0.9250 . 0.3040
A315 0.9240 . 0.3010
A316 0.9340 . (0.3170
A317 0.9450 . (0.3620
A318 0.9370 . (0.3580
A319 0.9290 I 0.3590
A320 0.9410 = 0.3600
A321 0.9150 . 0.3470
A322 0.9230 . 0.3380
A323 0.9370 I (0.3510
A324 0.9200 . (0.3570
A325 0.8900 . (0.2460
A326 0.8960 . 0.2460
A327 0.8960 . 0.2570
A328 0.9190 . 0.3180

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

Chain Atom inclusion Q-score
A329 0.9130 . 0.3080
A330 0.9200 . 0.3250
A331 0.9300 . (0.3260
A332 0.9260 . (0.3290
A333 0.8930 . 0.2910
A334 0.9440 . 0.3340
A335 0.9450 . 0.3320
A336 0.9400 . 0.3340
A337 0.9320 . 0.2950
A338 0.9280 . (0.2800
A339 0.9250 . 0.2730
A340 0.9170 . (0.2820
A341 0.9270 . 0.2860
A342 0.9270 . 0.3040
A343 0.9490 . 0.3590
A344 0.9130 . 0.2660
A345 0.9290 . 0.2770
A346 0.9150 . 0.2740
A347 0.9300 . 0.3020
A348 0.9010 . 0.2570
A349 0.8890 . 0.2500
A350 0.9010 . 0.2590
A351 0.9270 . (0.3280
A352 0.9050 . (0.3070
A353 0.9170 . (0.3360
A354 0.9230  0.3310
A355 0.9200 . 0.3230
A356 0.8920 . 0.2840
A357 0.9430 . 0.3540
A358 0.9380 . (0.3470
A359 0.9310 . (0.3450
A360 0.9290 . (0.3500
A361 0.9310 . 0.3340
A362 0.9360 . 0.3370
A363 0.9380 I 0.3360
A364 0.9350 . 0.3230
A365 0.9280 . (0.3290
A366 0.9410 . (0.3290
A367 0.9380 . (0.3280
A368 0.9360 . 0.3180
A369 0.9210 . 0.2820
A370 0.9190 . 0.2730

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

Chain Atom inclusion Q-score
A371 0.9300 . 0.3470
A372 0.9370 . 0.3500
A373 0.9340 . (0.3450
A374 0.9340 . (0.3290
A375 0.9340 . (0.3330
A376 0.9270 . 0.3210
A3T7 0.9420 . 0.3210
A378 0.9390 . 0.3310
A379 0.9420 . 0.3470
A380 0.9410 . (0.3360
A381 0.9360 . (0.3380
A382 0.9280 . (0.3420
A383 0.9240  0.3130
A384 0.9310 . 0.3130
A385 0.9240 . 0.3050
A386 0.9260 . 0.3020
A387 0.9280 . (0.3040
A388 0.9490 . (0.3600
A389 0.9450 . 0.3500
A390 0.9350  0.3310
A391 0.9220 . 0.2980
A392 0.9270 . 0.3100
A393 0.9230 . (0.2880
A394 0.9290 . (0.2940
A395 0.9310 . (0.3030
A396 0.9310 . 0.3210
A397 0.9240 . 0.2970
A398 0.9380 . 0.3380
A399 0.9390 . 0.3570
A400 0.9360 . (0.3470
A401 0.9510 . (0.3560
A402 0.9430 . (0.3560
A403 0.9390  0.3500
A404 0.9350 I 0.3160
A405 0.9250 . 0.2950
A406 0.9190 . 0.3120
A407 0.9290 . (0.3090
A408 0.9270 . (0.3060
A409 0.9360 . (0.3300
A410 0.9070 . 0.2590
A411 0.8950 . 0.2490
A412 0.8950 . 0.2640

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

Chain Atom inclusion Q-score
A413 0.9190 . 0.3230
A414 0.9090 . 0.3110
A415 0.9150 . (0.3240
A416 0.9200 . (0.3190
A417 0.9280 . (0.3270
A418 0.9080 . (0.2840
A419 0.9500 . 0.3370
A420 0.9370 . 0.3110
A421 0.9340 . 0.3300
A422 0.9300 . (0.2820
A423 0.9470 . (0.3660
A424 0.9450 . (0.3570
A425 0.9370 I 0.3570
A426 0.9270 . 0.3490
A427 0.9250 . 0.3540
A428 0.9120 . 0.3350
A429 0.9250 . 0.3530
A430 0.9370 . (0.3630
A431 0.9400 I 0.3610
A432 0.9500 . 0.3630
A433 0.9400 . 0.3460
A434 0.9430 I 0.3480
A435 0.9330 . (0.3110
A436 0.9380 . (0.3220
A437 0.9280 . (0.3050
A438 0.9450 . 0.3450
A439 0.9430 . 0.3630
A440 0.9390 . 0.3570
A441 0.9460 . 0.3330
A442 0.9230 . (0.3430
A443 0.9160 . (0.3400
A444 0.9150 . (0.3230
Ad445 0.9200 . 0.3190
A446 0.9150 m 0.3310
A447 0.9310 . 0.3300
A448 0.9250 . 0.3300
A449 0.9460 . (0.3590
A450 0.9390 . (0.3620
A451 0.9330 . (0.3410
A452 0.9390 I 0.3590
A453 0.9340 . 0.3480
A454 0.9340 . 0.3570

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

Chain Atom inclusion Q-score
A455 0.9340 I 0.3530
A456 0.9390 . 0.3500
A457 0.9260 . (0.3520
A458 0.9460 . (0.3370
A459 0.9410 . (0.3130
A460 0.9410 . 0.3340
A461 0.9270 . 0.2860
A462 0.9160 . 0.3010
A463 0.9210 I 0.2880
A464 0.9360 . (0.3360
A465 0.9450 . (0.3570
A466 0.9330 . (0.3300
A467 0.9330 m 0.3710
A468 0.9340 I 0.3610
A469 0.9260 . 0.3570
A470 0.9270 . 0.3390
A471 0.9430 . (0.3470
A472 0.9310 . (0.3600
A473 0.9430 . 0.3280
A474 0.9400 . 0.3080
A475 0.9240 . 0.3230
A476 0.9210 . 0.2750
A4T7 0.9250 . (0.2940
A478 0.9200 . (0.2800
A479 0.9400 . (0.3360
A480 0.9470 = 0.3600
A481 0.9290 . 0.3270
A482 0.9560 . 0.3710
A483 0.9430 . 0.3660
A484 0.9350 . (0.3630
A485 0.9350 . (0.3690
A486 0.9300 . (0.3600
A487 0.9240 . 0.3620
A488 0.9350 I 0.3540
A489 0.9450 . 0.3530
A490 0.9330 B 0.3550
A491 0.9620 . (0.3690
A492 0.9440 . (0.3620
A493 0.9330 . (0.3640
A494 0.9310 . 0.3350
A495 0.9170 . 0.3390
A496 0.9170 . 0.3620

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

Chain Atom inclusion Q-score
A497 0.8830 I 0.3530
A498 0.8870 . 0.3530
A499 0.8940 . (0.4450
A500 0.9200 . (0.3680
A501 0.8860 . (0.3500
A502 0.9020 I 0.3650
A503 0.9130 m 0.4070
A504 0.9180 . 0.3640
A505 0.8910 . 0.3710
A506 0.9030 . (0.3640
A507 0.8790 . (0.4200
A508 0.9140 . (0.3480
A509 0.8790 I 0.3550
A510 0.9030 . 0.3620
A511 0.9310 . 0.4400
A512 0.9210 . 0.3660
A513 0.8900 . (0.3540
A514 0.8880 . (0.3550
A515 0.9250 . 0.4200
A516 0.9370 . 0.3180
A517 0.9330 . 0.3200
A518 0.9320 . 0.2950
A519 0.9190 . (0.3330
A520 0.9140 . (0.2460
A521 0.9150 . (0.3420
AbH22 0.9170 . 0.3420
AbH23 0.9220 i 0.3570
Ab524 0.9110 . 0.2700
A525 0.9220 . 0.2810
A526 0.9080 . (0.2660
A527 0.9200 . (0.2580
A5H28 0.9130 . (0.2560
A529 0.9410 . 0.3360
A530 0.9310 . 0.3400
A531 0.9240 . 0.3300
A532 0.9330 . 0.3430
A533 0.9330 . (0.3370
A534 0.9240 . 0.3390
A535 0.9210 . (0.3400
B001 m 0.4160 . 0.2390
B002 0.7530 . 0.2900
B003 0.7690 . 0.3000

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

Chain Atom inclusion Q-score
B004 m 0.5730 . 0.2260
B005 B 0.5550 . 0.2120
B006 B 0.6540 . (0.2170
B007 B 0.6500 . 0.2070
B008 0.7310 . (0.2890
B009  0.6850 . 0.2680
B010 0.7550 . 0.2980
BO11 0.7420 . 0.2730
B012 0.7340 I 0.2880
B013 0.7470 . (0.2950
B014 B 0.6700 . (0.2320
BO15 B 0.6150 . (0.2340
B016 0.7620 . 0.2640
BO17 0.7800 . 0.2650
B018 0.7120 . 0.2250
B019 0.7000 . 0.2390
B020 0.7860 . (0.2950
B021 0.7360 . (0.2970
B022 0.7270 . 0.2360
B023  0.6780 . 0.2400
B024 m 0.5620 . 0.2780
B025 . 0.4780 . 0.2110
B026 B 0.6210 . 0.2550
B027 B 0.5770 . (0.2530
B028 0.7510 . (0.2450
B029 0.7140 . 0.2310
B030 m 0.5790 . 0.2390
B031 B 0.5990 . 0.2640
B032 0.7840 . 0.3000
B033 0.7640 . 0.3020
B034 0.7550 . (0.2540
B035 0.7070 . (0.2440
B036 0.7090 . 0.2460
B037 0.7230 . 0.2580
B038 B 0.5440 . 0.1820
B039 B 0.5220 . 0.1820
B040 0.7800 . (0.2740
B041 0.7580 . 0.2510
B042 0.7490 . 0.2610
B043 0.7450 . 0.2890
B044  0.6650 . 0.1920
B045 0.6870 . 0.2470

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

Chain Atom inclusion Q-score
B046 m 0.4710 . 0.2020
B047 B 0.4850 . 0.2670
B048 e 0.5900 . (0.2140
B049 B 0.5440 . 0.2210
B050 0.7620 . (0.2520
B051 0.7180 . 0.2450
B052 0.7530 . 0.2860
B053 0.7090 . 0.2920
B054 0.7730 . 0.2980
B055 0.7580 . (0.2900
B056 0.7360 . (0.2430
B057 B 0.6780 . (0.2490
B058  0.6280 . 0.2230
B059 w 0.6320 . 0.2300
B060 0.7510 . 0.2910
B061 0.7490 . 0.2820
B062 B 0.6320 . (0.2190
B063 B 0.5880 . (0.1820
B064 m 0.5460 . 0.2010
B065 m 0.5350 . 0.2020
B066 0.7340 . 0.2490
B067 0.7360 I 0.2680
B068 B (0.4850 . (0.2410
B069 e 0.5900 . (0.2220
B070 . 0.5290 . (0.1720
BO71  0.6850 . 0.2340
BO72 w 0.6500 . 0.2170
BO73 e 0.6590 . 0.2240
BO74 e 0.6760 . 0.2300
BO75 B 0.5730 . 0.2190
BO76 B 0.5330 . (0.2020
BO77 0.7690 . (0.2880
BO78 0.7340 . 0.2580
B079 0.7050 . 0.2760
B080 0.7070 I 0.2550
B081 0.7550 . 0.2700
B082 0.7470 . 0.2720
B083 0.7380 . (0.2820
B084 0.7820 . 0.2730
B085 0.7000 . 0.2270
B086  0.6560 . 0.2360
BO87 e 0.6780 . 0.2510

Continued on next page...
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Chain Atom inclusion Q-score
B088 0.7070 . 0.2770
B08&9 B 0.5570 . 0.2270
B090 B (0.5480 . (0.1930
B091 B 0.5840 . 0.2380
B092 B 0.5620 . (0.2200
B093 0.7600 . 0.2860
B094 0.7510 . 0.2930
B095 0.7250 . 0.2570
B096 0.7530 . 0.2590
B097 0.7710 . (0.2460
B098 0.7710 . (0.2800
B099 0.6920 . (0.2040
B100 0.6890 . 0.2330
B101 m 0.5180 . 0.2470
B102 B 0.5150 . 0.2250
B103 B 0.6650 . 0.2130
B104 B 0.6780 . (0.2300
B105 B 0.5110 . 0.2510
B106  0.4800 . 0.2430
B107 0.7660 . 0.2780
B108 0.7420 . 0.2840
B109 B 0.6300 . 0.2240
B110 B 0.6230 . (0.2200
C001 0.9280 . (0.3400
C002 0.9340 . (0.3520
C003 0.9210 . 0.3320
C004 0.9080 . 0.2960
C005 0.9140 . 0.3490
C006 0.9140 . 0.3660
Co07 0.9240 . (0.3330
C008 0.8980 . (0.3180
C009 0.8980 . (0.2790
C010 0.9080 . 0.3620
Co11 0.8950 . 0.2700
C012 0.9380 . 0.3610
Co013 0.9010 I 0.2890
C014 0.9340 . (0.3750
C015 0.9340 . (0.3610
Co016 0.8650 . (0.2830
co17 0.9240 I 0.3360
C018 0.9140 . 0.3400
C019 0.8950 I 0.2650

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

Chain Atom inclusion Q-score
C020 0.9240 I 0.3100
C021 0.9180 . 0.3460
€022 0.9080 . (0.3350
€023 0.9310 . 0.3760
C024 0.8750 . (0.2780
C025 0.9110 I 0.3590
C026 0.9240 . 0.3410
Co27 0.9240 . 0.3410
€028 0.9310 . 0.3620
€029 0.9280 . (0.3670
C030 0.9310 . (0.3120
C031 0.8880 . (0.2420
C032 0.9080 I 0.3150
C033 0.9110 . 0.3170
C034 0.9240 . 0.2770
C035 0.9180 . 0.3400
C036 0.9180 . 0.3530
Co037 0.9380 . (0.3700
C038 0.9140 . 0.2960
C039 0.9180 . 0.3290
C040 0.9210 . 0.2870
Co41 0.8820 . 0.2730
C042 0.9180 . (0.3460
C043 0.9050 I (0.3150
C044 0.9310 . (0.3000
C045 0.9080 . 0.2950
C046 0.9080 . 0.2820
co47 0.9180 . 0.2900
€048 0.9110 . 0.3010
C049 0.9140 . (0.3550
C050 0.9340 . (0.3340
C051 0.9050 . (0.3330
C052 0.9210 . (0.3140
C053 0.9380 = 0.3900
C054 0.9240 . 0.2820
C055 0.9180 . 0.3290
C056 0.9110 . 0.2620
C057 0.9380 . (0.3750
C058 0.9210 I (0.3510
C059 0.7600 . 0.3230
C060 0.7500 . 0.2950
Co61 0.7800 . 0.3340

Continued on next page...



Page 109

wwPDB EM Validation Summary Report

EMD-14100, 8CKB
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Chain Atom inclusion Q-score
C062 0.7800 . 0.3260
C063 0.7990 . 0.3530
C064 0.7630 . (0.3070
C065 0.7070 . (0.3190
C066 0.7340 . (0.3270
Co67 0.7070 . 0.3020
C068 0.7660 . 0.3410
C069 0.7660 . 0.3210
C070 0.7370 . 0.3330
Cor1 0.6940 . (0.3060
Co72 0.6910 . (0.3230
Co73 0.7070 . (0.3100
Co74 0.9210 . 0.3290
CO075 0.8950 . 0.2940
D001 0.9140 . 0.2300
D002 0.9570 . 0.2280
D003 0.8000 I (0.1610
D004 0.9140 . (0.2050
D005 0.7000 . 0.1570
D006 0.9430 . 0.2130
E001 0.8540 . 0.2710
E002 0.8940 . 0.3570
E003 0.8850 . (0.3390
E004 0.8530 . (0.2850
E005 0.8850 . (0.3540
E006 0.8670 . 0.3040
E007 0.8930 . 0.3490
E008 0.8910 . 0.3540
E009 0.8970 . 0.3620
EO010 0.8900 . (0.3530
EO11 0.8820 . (0.3250
EO012 0.8670 . (0.2980
E013 0.8700 . 0.2980
E014 0.8710 . 0.3230
E015 0.8810 . 0.3510
E016 0.9000 . 0.3610
EO017 0.9020 . (0.3660
EO018 0.8890 . (0.3410
EO019 0.8770 . 0.3230
E020 0.8660 . 0.2910
E021 0.8710 . 0.3020
E022 0.8490 . 0.2760

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

Chain Atom inclusion Q-score
E023 0.8610 . 0.2830
E024 0.8550 . 0.2820
E025 0.8580 . (0.2890
E026 0.8710 . (0.3060
E027 0.8940 . (0.3470
E028 0.9020 . 0.3640
E029 0.9010 . 0.3730
E030 0.9000 . 0.3590
E031 0.8970 . 0.3570
E032 0.8880 . (0.3640
E033 0.8940 . (0.3630
E034 0.8960 . (0.3700
E035 0.8950 . 0.3630
E036 0.8910 . 0.3680
E037 0.8880 . 0.3520
E038 0.8760 . 0.3280
E039 0.8710 . (0.3280
E040 0.8720 . (0.3380
E041 0.9030 I 0.3580
E042 0.9000 I 0.3670
E043 0.8960 . 0.3600
E044 0.8880 . 0.3510
E045 0.8940 . (0.3590
E046 0.8790 . (0.3340
E047 0.8660 . (0.3080
E048 0.8790 . 0.3140
E049 0.8770 . 0.3230
E050 0.8910 . 0.3520
E051 0.9000 . 0.3590
E052 0.8990 . (0.3600
E053 0.8920 . (0.3600
E054 0.8870 . (0.3580
E055 0.8850 . 0.3300
E056 0.8540 . 0.2870
E057 0.8730 I 0.3060
E058 0.8810 . 0.3210
E059 0.8850 . (0.3370
E060 0.8760 . (0.3350
E061 0.8840 . (0.3330
E062 0.8830 . 0.3220
E063 0.8750 . 0.3270
E064 0.8740 . 0.3330

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

Chain Atom inclusion Q-score
E065 0.8920 . 0.3630
E066 0.8890 . 0.3580
E067 0.8840 . (0.3560
E068 0.8920 . 0.3390
E069 0.8770 . (0.3280
E070 0.8800 . 0.3200
E071 0.8570 . 0.2770
E072 0.8670 I 0.2910
EO073 0.8700 I 0.3080
E074 0.8800 . (0.3290
EO075 0.8960 . (0.3600
EO076 0.8940 . (0.3530
EO0T7 0.8960 . 0.3400
EO078 0.8730 . 0.3090
E079 0.8610 . 0.2760
E080 0.8630 I 0.2850
EO081 0.8510 . (0.2660
E082 0.8530 . (0.2660
E083 0.8480 . 0.2670
E084 0.8490 . 0.2670
E085 0.8650 . 0.2960
E086 0.8900 . 0.3540
EO087 0.8860 . (0.3530
E088 0.8930 I 0.3510
E089 0.8810 . (0.3460
E090 0.8870 . 0.3470
E091 0.8850 . 0.3470
E092 0.8840 . 0.3590
E093 0.8870 . 0.3500
E094 0.8960 . (0.3500
E095 0.8950 . 0.3520
E096 0.8780 . (0.3320
E097 0.8670 . 0.2930
E098 0.8760 . 0.3140
E099 0.8700 . 0.3120
E100 0.8640 . 0.3200
E101 0.8910 . (0.3480
E102 0.8840 . (0.3370
E103 0.9110 . (0.3670
E104 0.8900 . 0.3680
E105 0.8970 I 0.3660
E106 0.8960 . 0.3630

Continued on next page...
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Chain Atom inclusion Q-score
E107 0.8950 . 0.3630
E108 0.8760 . 0.3430
E109 0.8820 I (0.3510
E110 0.8910 . (0.3560
E111 0.8910 . (0.3650
E112 0.8890 . 0.3500
E113 0.8870 I 0.3590
E114 0.8870 . 0.3530
E115 0.8930 . 0.3690
El16 0.8980 . (0.3700
E117 0.8840 . (0.3320
E118 0.8860 . (0.3320
E119 0.8720 . 0.3200
E120 0.8610 . 0.2780
E121 0.8680 . 0.2940
E122 0.8590 . 0.2900
E123 0.8620 . (0.3070
E124 0.8840 . (0.3360
E125 0.8690 . 0.3290
E126 0.8930 . 0.3520
E127 0.8900 . 0.3520
E128 0.8860 . 0.3430
E129 0.8950 . (0.3470
E130 0.8850 . (0.3460
E131 0.8820 . (0.3430
E132 0.8740 . 0.3400
E133 0.8820 . 0.3410
E134 0.8850 I 0.3360
E135 0.9010 B 0.3550
E136 0.9000 . (0.3660
E137 0.9040 . (0.3660
E138 0.8950 . (0.3580
E139 0.8860  0.3530
E140 0.9020 I 0.3650
E141 0.8860 . 0.3590
E142 0.8970 . 0.3570
E143 0.8880 . 0.3530
E144 0.8780 . 0.3390
E145 0.8800 . (0.3490
E146 0.8970 . 0.3680
E147 0.8890 I 0.3610
E148 0.8910 . 0.3390
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Continued from previous page...

Chain Atom inclusion Q-score
E149 0.8900 . 0.3340
E150 0.8760 . 0.3200
E151 0.8610 . 0.2770
E152 0.8640 . (0.2940
E153 0.8540 . 0.2770
E154 0.8550 m 0.3010
E155 0.8820 . 0.3340
E156 0.8750 . 0.3260
E157 0.8960 . 0.3570
E158 0.8870 B 0.3510
E159 0.8880 . (0.3540
E160 0.8890 . (0.3470
E161 0.8870 . 0.3430
E162 0.8810 . 0.3540
E163 0.8840 . 0.3560
E164 0.8880 . 0.3530
E165 0.8810 . (0.3520
E166 0.8700 . (0.3180
E167 0.8750 . 0.3260
E168 0.8530 . 0.2900
E169 0.8350 . 0.2520
E170 0.8920 . 0.3510
E171 0.8940 . (0.3590
E172 0.8840 . (0.3430
E173 0.8920 . (0.3530
E174 0.8820 . 0.3460
E175 0.8790 . 0.3280
E176 0.8650 . 0.2970
E177 0.8750 . 0.3220
E178 0.8840 . (0.3360
E179 0.8900 . (0.3400
E180 0.8900 . (0.3390
E181 0.8830 . 0.3130
E182 0.8690 . 0.2870
E183 0.8640 . 0.2930
E184 0.8530 . 0.2770
E185 0.8520 . 0.2790
E186 0.8620 . (0.2850
E187 0.8740 . (0.3170
E188 0.8340 . 0.2300
E189 0.8450  0.2510
E190 0.8570 . 0.2810

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

Chain Atom inclusion Q-score
E191 0.8670 . 0.3090
E192 0.8950 . 0.3570
E193 0.9050 . (0.3680
E194 0.9040 . (0.3690
E195 0.8990 . (0.3640
E196 0.9030 = 0.3700
E197 0.8860 I 0.3590
E198 0.8790 . 0.3530
E199 0.8940 . 0.3620
E200 0.8980 . (0.3690
E201 0.8890 . (0.3490
E202 0.8940 . (0.3460
E203 0.8820 . 0.3440
E204 0.8860 . 0.3400
E205 0.8790 . 0.3370
E206 0.8690 . 0.3270
E207 0.8780 . (0.3320
E208 0.8800 . (0.3440
E209 0.8760 . 0.3480
E210 0.8850 . 0.3330
E211 0.8820 . 0.3280
E212 0.8850 . 0.3230
E213 0.8620 . (0.2820
E214 0.8650 . (0.2900
E215 0.8750 I (0.3150
E216 0.8890 . 0.3380
E217 0.8940 I 0.3590
E218 0.8780 . 0.3340
E219 0.8800 . 0.3400
E220 0.8720 . (0.3250
E221 0.8870 . (0.3320
E222 0.8750 . (0.3270
E223 0.8750 . 0.3250
E224 0.8670 . 0.3230
E225 0.8710 . 0.3310
E226 0.8790 . 0.3320
E227 0.8990 . (0.3480
E228 0.8990 . (0.3640
E229 0.8940 . (0.3630
E230 0.8960 I 0.3590
E231 0.8840 I 0.3590
E232 0.8870 . 0.3520

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

Chain Atom inclusion Q-score
E233 0.8890 I 0.3550
E234 0.8970 . 0.3690
E235 0.8980 . (0.3660
E236 0.8920 . (0.3440
E237 0.8780 . (0.3370
E238 0.8810 . 0.3440
E239 0.8820 . 0.3480
E240 0.8810 . 0.3510
E241 0.8800 . 0.3410
E242 0.8980 . (0.3560
E243 0.9000 . (0.3610
E244 0.8930 . (0.3470
E245 0.8970 I 0.3650
E246 0.8910 I 0.3570
E247 0.8690 . 0.3070
E248 0.8530 . 0.2780
E249 0.8670 . (0.2880
E250 0.8730 . (0.3090
E251 0.8780 . 0.3230
E252 0.8720 . 0.3180
E253 0.8750 I 0.3050
E254 0.8650 . 0.2730
E255 0.8630 . 0.2760
E256 0.8590 . 0.2770
E257 0.8620 . (0.2940
E258 0.8730 . 0.3220
E259 0.8730 . 0.3210
E260 0.8840 . 0.3450
E261 0.8870 I 0.3480
E262 0.8900 . (0.3430
E263 0.8950 . (0.3640
E264 0.8920 . (0.3570
E265 0.8900 I 0.3610
E266 0.8850 . 0.3400
E267 0.8700 . 0.3030
E268 0.8520 . 0.2620
E269 0.8550 . 0.2720
E270 0.8460 . (0.2490
E271 0.8370 . (0.2480
E272 0.8360 . 0.2470
E273 0.8460 . 0.2650
E274 0.8650 . 0.2910

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

Chain Atom inclusion Q-score
E275 0.8980 I 0.3590
E276 0.8810 . 0.3420
E277 0.8760 . (0.3420
E278 0.8890 . (0.3420
E279 0.8840 . 0.3210
E280 0.8640 . 0.2900
E281 0.8670 . 0.2900
E282 0.8560 . 0.2730
E283 0.8500 . 0.2750
E284 0.8360 . (0.2660
E285 0.8570 . 0.2750
E286 0.8650 . (0.3000
E287 0.8730 . 0.2980
E288 0.8750 I 0.3150
E289 0.8280 . 0.2320
E290 0.8320 . 0.2380
E291 0.8680 . (0.2830
E292 0.8770 . (0.3230
E293 0.8760 . 0.3210
E294 0.8810 . 0.3350
E295 0.8840 . 0.3450
E296 0.8680 . 0.3070
E297 0.8360 . (0.2590
E298 0.8900 . (0.3400
E299 0.8890 . (0.3320
E300 0.8770 . 0.3180
E301 0.8770  0.3310
E302 0.8800 . 0.3200
E303 0.8600 . 0.2970
E304 0.8450 . 0.2610
E305 0.8630 . 0.2910
E306 0.8680 . (0.3070
E307 0.8990 I 0.3560
E308 0.8980 . 0.3640
E309 0.8960 I 0.3550
E310 0.8930 . 0.3610
E311 0.8940 . (0.3610
E312 0.8690 . (0.3200
E313 0.8570 . (0.2890
E314 0.8680 m 0.3110
E315 0.8640 . 0.3090
E316 0.8820 . 0.3320

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

Chain Atom inclusion Q-score
E317 0.8810 . 0.3430
E318 0.8630 . 0.2970
E319 0.8350 . (0.2590
E320 0.8830 . (0.3250
E321 0.8750 . (0.3250
E322 0.8760 . 0.3050
E323 0.8730 . 0.2790
E324 0.8600 . 0.2800
E325 0.8610 . 0.2750
E326 0.8480 . (0.2690
E327 0.8690 . (0.2850
E328 0.8820 I (0.3160
E329 0.8990 I 0.3570
E330 0.9010 I 0.3670
E331 0.8940 . 0.3650
E332 0.8930 . 0.3630
E333 0.8920 . (0.3610
E334 0.8810 . (0.3410
E335 0.8780 . 0.3460
E336 0.8870 I 0.3610
E337 0.8870 I 0.3590
E338 0.8240 . 0.2260
E339 0.8380 . (0.2330
E340 0.8610 . (0.3020
E341 0.8410 . (0.2630
E342 0.8920 . 0.3390
E343 0.8780 . 0.3430
E344 0.8840 . 0.3420
E345 0.8880 . 0.3500
E346 0.8850 . (0.3350
E347 0.8720 I (0.3160
E348 0.8560 . (0.2840
E349 0.8740 . 0.3090
E350 0.8740 . 0.3260
E351 0.8860 . 0.3310
E352 0.8790 . 0.3260
E353 0.8750 . (0.2990
E354 0.8540 . 0.2760
E355 0.8510 . 0.2720
E356 0.8430 . 0.2550
E357 0.8450 . 0.2640
E358 0.8540 . 0.2700

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

Chain Atom inclusion Q-score
E359 0.8660 . 0.3020
E360 0.8270 . 0.2290
E361 0.8350 . (0.2450
E362 0.8540 . (0.2850
E363 0.8790 . (0.3290
E364 0.8710 . 0.3190
E365 0.8770 . 0.3360
E366 0.8870 . 0.3370
E367 0.8900 I 0.3350
E368 0.8820 . (0.3220
E369 0.8810 . (0.3310
E370 0.8740 . (0.3140
E371 0.8560 . 0.2920
E372 0.8460 . 0.2610
E373 0.8650 . 0.2900
E374 0.8730 . 0.3070
E375 0.8970 . (0.3490
E376 0.8860 . (0.3440
E377 0.8760 . 0.3230
E378 0.8750 . 0.2950
E379 0.8660 . 0.2920
E380 0.8590 . 0.2800
E381 0.8560 . (0.2830
E382 0.8710 B (0.3110
E383 0.8690 . (0.3230
E384 0.8910 . 0.3460
E385 0.8800 . 0.3430
E386 0.8880 . 0.3420
E387 0.8830 . 0.3380
E388 0.8610 . (0.3050
E389 0.8470 . (0.2830
E390 0.8690 . (0.3100
E391 0.8850 . 0.3350
E392 0.8990 . 0.3520
E393 0.8840 . 0.3490
E394 0.8790 . 0.3280
E395 0.8770 . (0.3050
E396 0.8700 . (0.2980
E397 0.8600 . (0.2980
E398 0.8620 . 0.2960
E399 0.8740 . 0.3170
E400 0.8760 . 0.3310

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

Chain Atom inclusion Q-score
E401 0.8330 . 0.2370
E402 0.8350 . 0.2460
E403 0.8540 . (0.2810
E404 0.8770 . (0.3180
E405 0.8720 . (0.3100
E406 0.8700 . 0.3210
E407 0.8720 . 0.3240
E408 0.8650 . 0.2960
E409 0.8370 . 0.2570
E410 0.9010 . (0.3560
E411 0.8670 . (0.3090
E412 0.8820 . (0.3320
E413 0.8940 I 0.3560
E414 0.8890 = 0.3500
E415 0.8940 . 0.3500
E416 0.8990 . 0.3680
E417 0.8930 . (0.3590
E418 0.9000 . (0.3600
E419 0.8810 . 0.3480
E420 0.8810 . 0.3460
E421 0.8820 I 0.3550
E422 0.8980 . 0.3700
E423 0.9000 . (0.3680
E424 0.8940 . (0.3470
E425 0.8910 . (0.3460
E426 0.8910 . 0.3360
E427 0.8680 . 0.2970
E428 0.8730 . 0.3120
E429 0.8700 . 0.3100
E430 0.8790 . (0.3270
E431 0.8860 . (0.3460
E432 0.8880 . (0.3470
E433 0.8900 . 0.3270
E434 0.8680 I 0.3150
E435 0.8730 . 0.3100
E436 0.8590 I 0.2680
E437 0.8600 . (0.2810
E438 0.8850 . (0.3530
E439 0.8890 . (0.3470
E440 0.8940 . 0.3520
E441 0.8810 I 0.3530
E442 0.8890 B 0.3550

Continued on next page...

WORLDWIDE

PROTEIN DATA BANK



Page 120

wwPDB EM Validation Summary Report

EMD-14100, 8CKB

Continued from previous page...

Chain Atom inclusion Q-score
E443 0.8730 . 0.3380
E444 0.8940 . 0.3540
E445 0.8840 . (0.3470
E446 0.8900 . (0.3420
E447 0.8820 . (0.3230
E448 0.8790 m 0.3110
E449 0.8590 . 0.2640
E450 0.8600 . 0.2800
E451 0.8750 I 0.3080
E452 0.8790 . (0.3290
E453 0.8950 . (0.3560
E454 0.8840 . (0.3560
E455 0.8890 . 0.3380
E456 0.8810 . 0.3360
E457 0.8830 . 0.3290
E458 0.8830 . 0.3280
E459 0.8800 . (0.3230
E460 0.8660 . (0.3280
E461 0.8770 . 0.3290
E462 0.8750 . 0.3270
E463 0.8750  0.3310
E464 0.8690 . 0.3020
E465 0.8730 . 0.3210
E466 0.8890 . (0.3540
E467 0.8880 . (0.3560
E468 0.9030 . 0.3620
E469 0.9050 . 0.3720
E470 0.8980 . 0.3680
E471 0.8980 I 0.3650
E472 0.8980 . (0.3690
E473 0.8850 . (0.3580
E474 0.8830 . (0.3530
EAT5 0.8890 . 0.3620
E476 0.8840 I 0.3580
E477 0.8980 I 0.3550
EA4T8 0.9030 . 0.3710
E479 0.8960 . (0.3610
E480 0.8960 . (0.3610
E481 0.9010 . (0.3680
E482 0.8830 . 0.3450
E483 0.8760 . 0.3430
E484 0.8910 . 0.3540

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

Chain Atom inclusion Q-score
E485 0.8950 I 0.3580
E486 0.8800 . 0.3230
E487 0.8820 . (0.3170
E488 0.8690 . (0.3050
E489 0.8480 . (0.2580
E490 0.8890 . 0.3380
E491 0.8780 I 0.3650
E492 0.8550 . 0.3560
E493 0.8590 B 0.3550
E494 0.8710 . (0.3590
E495 0.8850 . (0.3630
E496 0.8720 . (0.3050
E497 0.8670 I 0.3570
E498 0.8570 I 0.3550
E499 0.8640 . 0.3560
E500 0.8800 . 0.3650
E501 0.8820 . (0.3670
E502 0.8540 . (0.2660
E503 0.8740 I 0.3560
E504 0.8550 I 0.3580
E505 0.8560 I 0.3590
E506 0.8770 . 0.3610
E507 0.8900 . (0.3700
E508 0.8660 . 0.2790
E509 0.8730 . (0.3620
E510 0.8630 = 0.3600
E511 0.8600 I 0.3600
E512 0.8830 . 0.3660
E513 0.8810 . 0.3630
E514 0.8900 . (0.3690
E515 0.8690 . (0.3620
E516 0.8530 . (0.3580
E517 0.8590 I 0.3560
E518 0.8700 . 0.3620
E519 0.8720 . 0.3680
E520 0.8780 . 0.3390
E521 0.8760 . (0.3380
E522 0.8440 . (0.2530
E523 0.8580 . (0.2820
E524 0.8470 . 0.2550
E525 0.8390 . 0.2500
E526 0.8410 . 0.2430

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

Chain Atom inclusion Q-score
E527 0.8860 . 0.3420
E528 0.8830 . 0.3370
E529 0.8760 . (0.3380
E530 0.8820 . (0.3440
Eb531 0.8910 . (0.3430
E532 0.8820 . 0.3320
E533 0.8780 . 0.3290
Eb534 0.8770 . 0.3390
E535 0.8740 . 0.3430
F001 0.9800 I 0.0970
F002 0.9780 I (0.1000
F003 0.9740 . (0.1010
F004 0.9750 . 0.1020
F005 0.9710 . 0.0970
F006 0.9730 . 0.0990
G001 B 0.6290 . 0.2120
G002 0.7100 . (0.2140
G003 0.6780 . (0.2020
G004 0.6900 . 0.2110
G005 0.6940 . 0.2380
G006 0.7220 . 0.2420
G007 B 0.6610 . 0.2280
G008 0.6820 . (0.2360
G009 0.7180 . 0.2110
G010 0.7470 . (0.2520
G011 0.7430 . 0.2570
G012 0.7470 . 0.2450
G013 0.7620 . 0.2690
G014 0.7670 . 0.2590
G015 0.7620 . (0.2660
G016 0.7450 . (0.2520
G017 0.7230 . (0.2360
G018 0.7380 . 0.2500
G019 0.7360 . 0.2720
G020 0.7510 . 0.2510
G021 0.7440 . 0.2700
G022 0.7470 . (0.2590
G023 0.6980 . (0.2420
G024 0.7400 . (0.2570
HO001 0.7890 m 0.3110
HO002 0.7880 I 0.3100
HO003 0.7940 . 0.3150

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

Chain Atom inclusion Q-score
H004 0.7860 . 0.3070
HO005 0.7950 . 0.3100
HO006 0.7910 . (0.3110
HOO07 0.7940 . 0.3120
HO08 0.8000 . (0.3170
HO009 0.7990 . 0.3180
HO10 0.7980 . 0.3190
HO11 0.8020 . 0.3170
HO12 0.7950 . 0.3160
1001 0.8850 . (0.3570
1002 0.8760 . (0.3420
1003 0.9050 . (0.3650
1004 0.8900 m 0.3510
1005 0.8820 . 0.3400
1006 0.8850 . 0.3600
1007 0.8720 . 0.3430
1008 0.8830 . (0.3540
1009 0.8890 . (0.3480
1010 0.8860 . 0.3460
J001 0.8370 . 0.3440
J002 0.8110 . 0.3140
J003 0.8110 I 0.3160
J004 0.8080 . (0.3120
J005 0.8160 . (0.3180
J006 0.8090 . (0.3170
J007 0.8240 . 0.3260
J008 0.8130 . 0.3120
J009 0.8090 . 0.3100
J010 0.7920 . 0.3140
JO11 0.7960 . (0.3170
J012 0.8080 . (0.3130
K001 0.8630 . (0.3020
K002 0.8600 . 0.3020
K003 0.8680 . 0.3030
K004 0.8590 . 0.2920
K005 0.8650 . 0.3030
K006 0.8530 . (0.2970
K007 0.8610 . (0.3050
K008 0.8640 . (0.3000
K009 0.8710 . 0.2890
K010 0.8530 . 0.2880
KO11 0.8630 . 0.3010

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

Chain Atom inclusion Q-score
K012 0.8560 . 0.2890
LO01 0.9110 I 0.2550
L002 0.8980 . (0.2490
LO003 0.9160 . (0.2300
L0O04 0.8900 . (0.2320
L005 0.9060 . 0.2400
L006 0.8970 . 0.2480
LO07 0.9010 . 0.2440
LOO08 0.8940 . (0.2400
L009 0.9090 . (0.2540
LO10 0.8990 . 0.2510
LO11 0.9000 . (0.2400
L0O12 0.8960 . 0.2340
MO001 0.9340 . 0.1380
M002 0.9180 . 0.1720
MO003 0.9440 I 0.1410
MO004 0.9160 I (0.1710
MO005 0.9350 . (0.1430
MO006 0.9230 . 0.1730
MO007 0.9200 . 0.1730
MO008 0.9430 . 0.1470
MO009 0.9290 I 0.1710
MO10 0.9480 . (0.1420
MO11 0.9250 . (0.1780
MO012 0.9510 I (0.1460
MO13 0.9230 . 0.1750
MO014 0.9450 . 0.1430
MO15 0.9180 . 0.1740
MO16 0.9430 . 0.1420
MO17 0.9230 . (0.1740
MO18 0.9450 . (0.1420
MO019 0.9270 . (0.1710
M020 0.9490 . 0.1450
MO021 0.9160 . 0.1740
M022 0.9430 I 0.1380
M023 0.9240 I 0.1750
M024 0.9410 I (0.1470
0001 0.8740 . (0.2140
0002 0.9040 . (0.2080
0003 0.9160 . 0.2570
0004 0.8850 . 0.1890
0005 0.9220 . 0.2210

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

Chain Atom inclusion Q-score
0006 0.9280 . 0.2640
0007 0.9040 . 0.2050
0008 0.9400 . (0.2180
0009 0.9640 . (0.2370
0010 0.9450 . (0.2270
0011 0.9520 . 0.2690
0012 0.9080 . 0.2410
0013 0.9280 . 0.2370
0014 0.8900 . 0.2290
0015 0.9220 I (0.2150
0016 0.8850 . (0.2180
0017 0.8490 . (0.2140
0018 0.8610 . 0.2170
0019 0.9280 . 0.2320
0020 0.8990 I 0.2160
0021 0.9100 I 0.1930
0022 0.9280 . 0.2620
0023 0.8720 . (0.2180
0024 0.9040 . 0.2540
0025 0.9040 . 0.2170
0026 0.9400 . 0.2780
0027 0.8810 I 0.2060
0028 0.8850 . (0.2250
0029 0.9040 . 0.2620
0030 0.8990 . (0.2340
0031 0.9280 . 0.2330
0032 0.8980 . 0.2020
0033 0.8580 . 0.2090
0034 0.8680 . 0.2100
0035 0.8610 I (0.2380
0036 0.8670 . 0.2110
P001 0.8810 . 0.2710
P002 0.9020 . 0.2480
P003 0.8690 . 0.2710
P004 0.9190 I 0.2600
P005 0.8930 . 0.2840
P006 0.9170 . (0.2560
P007 0.8690 . 0.2560
P008 0.9240 . (0.2670
P009 0.8750 . 0.2800
P010 0.9020 . 0.2550
PO11 0.8890 . 0.2820

Continued on next page...
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Chain Atom inclusion Q-score
P0O12 0.9130 . 0.2590
P013 0.8800 I 0.2600
P014 0.9050 . (0.2380
PO15 0.8780 . (0.2640
PO16 0.9160 . (0.2620
PO17 0.8610 . 0.2710
P0O18 0.8920 . 0.2550
P019 0.8790 . 0.2860
P020 0.9210 . 0.2700
P021 0.8730 . (0.2590
P022 0.9060 . 0.2570
P023 0.8890 . (0.2780
P024 0.9120 . 0.2490
Q001 0.9020 . 0.2690
Q002 0.9030 . 0.3100
Q003 0.8990 I 0.2880
Q004 0.8860 . (0.2880
Q005 0.8980 . (0.2760
Q006 0.8930 . 0.2900
Q007 0.8980 . 0.2870
Q008 0.8870 . 0.2780
Q009 0.8840 . 0.2810
Q010 0.8770 . (0.2980
Q011 0.8770 . (0.2520
Q012 0.8840 . (0.2720
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