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Xtriage (Phenix) : 1.13
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Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.35.1
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 1.88 A.

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

Metric Percentile Ranks Value
Rfrec NN | - .237
Ramachandran outliers N 5.3%
Sidechain outliers D (6.2%
RSRZ outliers I 0.2%
Worse Betrer

I Percentile relative to all X-ray structures

[I Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Ryree 130704 9470 (1.90-1.86)
Ramachandran outliers 138981 10152 (1.90-1.86)
Sidechain outliers 138945 10152 (1.90-1.86)
RSRZ outliers 127900 9303 (1.90-1.86)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% The upper red bar (where present) indicates the fraction of residues
that have poor fit to the electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain

1 1-A 306 =5 81% 15%

1 10-A 306 e 80% 16%

1 11-A 306 m— 78% 18%

1 12-A 306 m——— 81% 16% B
1 13-A 306 m——— 83% 15%

1 14-A 306 m— 79% 16% B
1 15-A 306 m—— 82% 15%

Continued on next page...
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Mol | Chain | Length Quality of chain
1 16-A 306 m—— 83% 14% ..
1 17-A 306 e 82% 4% .
1 18-A 306 =5 77% 21% B
1 19-A 306 =5 81% 6% .
1 2-A 306 =5 80% 17% .
1 20-A 306 =5 83% 14% .
1 21-A 306 i 80% 18% B
1 22-A 306 & 81% 18% .
1 23-A 306 m—— 86% 1% .
1 24-A 306 m——— 85% 12% ..
1 25-A 306 m— 83% 4% .
1 26-A 306 —— 82% 4% ..
1 27-A 306 e 80% 18% B
1 28-A 306 =5 85% 12% .
1 29-A 306 =5 84% 12% .-
1 3-A 306 =5 80% 17% .
1 30-A 306 =5 85% 12% -
1 31-A 306 e 80% 16% .
1 32-A 306 i 81% 17% .
1 33-A 306 m—— 84% 13% .
1 34-A 306 m——— 78% 19% o
1 35-A 306 m——— 79% 18% .
1 36-A 306 m—— 81% 17% .
1 37-A 306 e 78% 18%
1 38-A 306 e 78% 19% o

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

Mol | Chain | Length Quality of chain
1 39-A 306 e 76% 19% 5%
1 4-A 306 e 83% 12% ..
1 40-A 306 =5 81% 15% .
1 41-A 306 =5 79% 18% o
1 42-A 306 =5 78% 18% o
1 43-A 306 =5 77% 19% o
1 44-A 306 i 78% 18% o
1 45-A 306 m— 79% 17% .-
1 46-A 306 & 77% 18% -
1 47-A 306 m——— 81% 15% .
1 48-A 306 m— 82% 13% 5%
1 49-A 306 —— 80% 18% A
1 5-A 306 e 82% 4% .
1 50-A 306 =5 80% 17% .
1 51-A 306 =5 82% 15%
1 52-A 306 =5 83% 15%
1 53-A 306 =5 79% 16% .-
1 54-A 306 e 81% 15%
1 55-A 306 i 81% 16%
1 56-A 306 m—— 80% 15%
1 57-A 306 m——— 79% 16%
1 58-A 306 m——— 83% 16%
1 59-A 306 m—— 80% 17%
1 6-A 306 e 79% 17% .-
1 60-A 306 e 79% 17% .-

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

Mol | Chain | Length Quality of chain
1 61-A 306 m—— 79% 19% B
1 62-A 306 =5 79% 17% .
1 63-A 306 =5 82% 15% .-
1 64-A 306 =5 80% 6% .
1 65-A 306 =5 82% 15% .
1 66-A 306 =5 82% 14% ..
1 67-A 306 i 79% 18% o
1 68-A 306 & 81% 16% .
1 69-A 306 m—— 82% 15% ..
1 7-A 306 m——— 78% 19% o
1 70-A 306 % 77% 19% -
1 T1-A 306 —— 76% 18% 5% -
1 72-A 306 e 80% 18% A
1 73-A 306 =5 79% 16% ..
1 74-A 306 =5 77% 19%
1 75-A 306 =5 79% 15% 5%,
1 8-A 306 =5 79% 16% . .
1 9-A 306 e 80% 16%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
DMS 1-A 401 - - -
DMS 1-A 402 - - -
DMS | 10-A | 401 - - -
DMS | 10-A | 402 - - -
DMS | 11-A | 401 - - -
DMS | 11-A | 402 - - -
DMS | 12-A | 401 - - -

@

po| bo| bo| po| po| po| o
sikaikaik ik ik alls

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 DMS | 12-A | 402 - - - X
2 DMS | 13-A | 401 - - - X
2 DMS | 13-A | 402 - - - X
2 DMS | 14-A | 401 - - - X
2 DMS | 14-A | 402 - - - X
2 DMS | 15-A | 401 - - - X
2 DMS | 15-A | 402 - - - X
2 DMS | 16-A | 401 - - - X
2 DMS | 16-A | 402 - - - X
2 DMS | 17-A | 401 - - - X
2 DMS | 17-A | 402 - - - X
2 DMS | 18-A | 401 - - - X
2 DMS | 18-A | 402 - - - X
2 DMS | 19-A | 401 - - - X
2 DMS | 19-A | 402 - - - X
2 DMS 2-A 401 - - - X
2 DMS 2-A 402 - - - X
2 DMS | 20-A | 401 - - - X
2 DMS | 20-A | 402 - - - X
2 DMS | 21-A | 401 - - - X
2 DMS | 21-A | 402 - - - X
2 DMS | 22-A | 401 - - - X
2 DMS | 22-A | 402 - - - X
2 DMS | 23-A | 401 - - - X
2 DMS | 23-A | 402 - - - X
2 DMS | 24-A | 401 - - - X
2 DMS | 24-A | 402 - - - X
2 DMS | 25-A | 401 - - - X
2 DMS | 25-A | 402 - - - X
2 DMS | 26-A | 401 - - - X
2 DMS | 26-A | 402 - - - X
2 DMS | 27-A | 401 - - - X
2 DMS | 27-A | 402 - - - X
2 DMS | 28-A | 401 - - - X
2 DMS | 28-A | 402 - - - X
2 DMS | 29-A | 401 - - - X
2 DMS | 29-A | 402 - - - X
2 DMS 3-A 401 - - - X
2 DMS 3-A 402 - - - X
2 DMS | 30-A | 401 - - - X
2 DMS | 30-A | 402 - - - X
2 DMS | 31-A | 401 - - - X

Continued on next page...



Page 7

wwPDB X-ray Structure Validation Summary Report

7TMHO

Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 DMS | 31-A | 402 - - - X
2 DMS | 32-A | 401 - - - X
2 DMS | 32-A | 402 - - - X
2 DMS | 33-A | 401 - - - X
2 DMS | 33-A | 402 - - - X
2 DMS | 34-A | 401 - X - X
2 DMS | 34-A | 402 - - - X
2 DMS | 35-A | 401 - - - X
2 DMS | 35-A | 402 - - - X
2 DMS | 36-A | 401 - - - X
2 DMS | 36-A | 402 - - - X
2 DMS | 37-A | 401 - - - X
2 DMS | 37-A | 402 - - - X
2 DMS | 38-A | 401 - - - X
2 DMS | 38-A | 402 - - - X
2 DMS | 39-A | 401 - - - X
2 DMS | 39-A | 402 - - - X
2 DMS 4-A 401 - - - X
2 DMS 4-A 402 - - - X
2 DMS | 40-A | 401 - - - X
2 DMS | 40-A | 402 - - - X
2 DMS | 41-A | 401 - - - X
2 DMS | 41-A | 402 - - - X
2 DMS | 42-A | 401 - - - X
2 DMS | 42-A | 402 - - - X
2 DMS | 43-A | 401 - - - X
2 DMS | 43-A | 402 - - - X
2 DMS | 44-A | 401 - - - X
2 DMS | 44-A | 402 - - - X
2 DMS | 45-A | 401 - - - X
2 DMS | 45-A | 402 - - - X
2 DMS | 46-A | 401 - - - X
2 DMS | 46-A | 402 - - - X
2 DMS | 47-A | 401 - - - X
2 DMS | 47-A | 402 - - - X
2 DMS | 48-A | 401 - - - X
2 DMS | 48-A | 402 - - - X
2 DMS | 49-A | 401 - - - X
2 DMS | 49-A | 402 - - - X
2 DMS 5-A 401 - - - X
2 DMS 5-A 402 - - - X
2 DMS | 50-A | 401 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 DMS | 50-A | 402 - - - X
2 DMS | 51-A | 401 - - - X
2 DMS | 51-A | 402 - - - X
2 DMS | 52-A | 401 - - - X
2 DMS | 52-A | 402 - - - X
2 DMS | 53-A | 401 - - - X
2 DMS | 53-A | 402 - - - X
2 DMS | 54-A | 401 - - - X
2 DMS | 54-A | 402 - - - X
2 DMS | 55-A | 401 - - - X
2 DMS | 55-A | 402 - - - X
2 DMS | 56-A | 401 - - - X
2 DMS | 56-A | 402 - - - X
2 DMS | 57-A | 401 - - - X
2 DMS | 57-A | 402 - - - X
2 DMS | 58-A | 401 - X - X
2 DMS | 58-A | 402 - - - X
2 DMS | 59-A | 401 - - - X
2 DMS | 59-A | 402 - - - X
2 DMS 6-A 401 - - - X
2 DMS 6-A 402 - - - X
2 DMS | 60-A | 401 - - - X
2 DMS | 60-A | 402 - - - X
2 DMS | 61-A | 401 - - - X
2 DMS | 61-A | 402 - - - X
2 DMS | 62-A | 401 - - - X
2 DMS | 62-A | 402 - - - X
2 DMS | 63-A | 401 - - - X
2 DMS | 63-A | 402 - - - X
2 DMS | 64-A | 401 - - - X
2 DMS | 64-A | 402 - - - X
2 DMS | 65-A | 401 - - - X
2 DMS | 65-A | 402 - - - X
2 DMS | 66-A | 401 - - - X
2 DMS | 66-A | 402 - - - X
2 DMS | 67-A | 401 - - - X
2 DMS | 67-A | 402 - - - X
2 DMS | 68-A | 401 - - - X
2 DMS | 68-A | 402 - - - X
2 DMS | 69-A | 401 - - - X
2 DMS | 69-A | 402 - - - X
2 DMS 7-A 401 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 DMS 7-A 402 - - - X
2 DMS | 70-A | 401 - - - X
2 DMS | 70-A | 402 - X - X
2 DMS | 71-A | 401 - - - X
2 DMS | 71-A | 402 - - - X
2 DMS | 72-A | 401 - - - X
2 DMS | 72-A | 402 - - - X
2 DMS | 73-A | 401 - - - X
2 DMS | 73-A | 402 - - - X
2 DMS | 74-A | 401 - - - X
2 DMS | 74-A | 402 - - - X
2 DMS | 75-A | 401 - - - X
2 DMS | 75-A | 402 - - - X
2 DMS 8-A 401 - - - X
2 DMS 8-A 402 - - - X
2 DMS 9-A 401 - - - X
2 DMS 9-A 402 - - - X
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 355880 atoms, of which
174375 are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, 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 3C-like proteinase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C H N O S
1 1-A 306 4680 1499 2313 402 444 22 0 0 0

Total C H N O S
1 Z-A 306 4680 1499 2313 402 444 22 0 0 0

Total C H N O S
1 3-A 306 4680 1499 2313 402 444 22 0 0 0

Total C H N O S
1| 4A 306 4680 1499 2313 402 444 22 0 0 0

Total C H N O S
1| 5A 306 4680 1499 2313 402 444 922 0 0 0

Total C H N O S
1| 6A 306 4680 1499 2313 402 444 922 0 0 0

Total C H N O S
1| ™A 306 4680 1499 2313 402 444 922 0 0 0

Total C H N O S
1| 8A 306 4680 1499 2313 402 444 922 0 0 0

Total C H N O S
1] %A 306 4680 1499 2313 402 444 922 0 0 0

Total C H N O S
1| 10-A 306 4680 1499 2313 402 444 922 0 0 0

Total C H N O S
1 1-A 306 4680 1499 2313 402 444 22 0 0 0

Total C H N O S
1 12-A 306 4680 1499 2313 402 444 22 0 0 0

Total C H N O S
1 13-A 306 4680 1499 2313 402 444 22 0 0 0

Total C H N O S
1 14-A 306 4680 1499 2313 402 444 22 : 0 .

Total C H N O S
1 13-A 306 4680 1499 2313 402 444 22 0 0 0

Total C H N O S
1 16-A 306 4680 1499 2313 402 444 22 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! 17-A 306 Zgg?)l 14599 2:?13 41(\;2 424 282 0 0 0
! 18-A 306 ZZZ%I 14C99 2:?13 4152 424 2S2 0 0 0
1 19-A 306 ZZ’?(L)I 14599 2:?13 41(\)12 451)4 282 0 0 0
! 20-A 306 ZZ;%I 11599 2;{13 41(\)12 424 282 0 0 0
1 21-A 306 Zg;?)l 11%9 2;{13 41(\); 424 2S2 0 0 0
L 24 306 Zggél 14099 2;{13 418]2 424 2S2 0 0 0
L 23-A 306 ZZ;?)I 1599 2:?13 41(\)I2 424 282 0 0 0
L 24-A 306 Zg;%l 12}9 2:?13 41(;]2 424 282 0 0 0
L 25-A 306 Zg;%l 11&)9 2:?13 41(?2 424 282 0 0 0
L 26-A 306 thszl 14099 23{{13 4152 424 282 0 0 0
L 27-A 3U6 thszl 14099 23{{13 41812 424 282 0 0 0
L 28-A 306 thszl 14099 23{{13 41§2 424 282 0 0 0
L 29-A 3U6 thaa%l 14099 2:?13 41812 424 282 0 0 0
L 30-A 306 thaa%l 14599 23I>{13 418]2 451)4 282 0 0 0
L 31-A 306 Zggél 14099 2;{13 418]2 424 282 0 0 0
L 32-A 306 Zggl 14599 2:?13 418]2 451)4 282 0 0 0
L 33-A 306 Zg’té;%l 1599 23{{13 418]2 424 282 0 0 0
L 34-A 3U6 thé;%l 1599 22?13 41(\)12 424 282 0 0 0
L 35-A 306 Z(étzzaol 1599 22?13 41(\)12 424 282 0 0 0
L 36-A 3U6 thz;aol 14599 2??13 41(\)12 424 282 0 0 0
! 3T-A 306 Zggaol 14599 2:’?13 41(\)12 424 282 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! 38-A 306 Zgg?)l 14599 2:?13 41(\;2 424 282 0 0 0
! 39-A 306 ZZZ%I 14C99 2:?13 4152 424 2S2 0 0 0
1 40-A 306 ZZ’?(L)I 14599 2:?13 41(\)12 451)4 282 0 0 0
! 41-A 306 ZZ;%I 11599 2;{13 41(\)12 424 282 0 0 0
1 42-A 306 Zg;?)l 11%9 2;{13 41(\); 424 2S2 0 0 0
L 434 306 Zggél 14099 2;{13 418]2 424 2S2 0 0 0
L A4-A 306 ZZ;?)I 1599 2:?13 41(\)I2 424 282 0 0 0
L 45-A 306 Zg;%l 12}9 2:?13 41(;]2 424 282 0 0 0
L 46-A 306 Zg;%l 11&)9 2:?13 41(?2 424 282 0 0 0
L AT-A 306 thszl 14099 23{{13 4152 424 282 0 0 0
L 18-A 3U6 thszl 14099 23{{13 41812 424 282 0 0 0
L 49-A 306 thszl 14099 23{{13 41§2 424 282 0 0 0
L 50-A 3U6 thaa%l 14099 2:?13 41812 424 282 0 0 0
L S1-A 306 thaa%l 14599 23I>{13 418]2 451)4 282 0 0 0
L 52-A 306 Zggél 14099 2;{13 418]2 424 282 0 0 0
L 53-A 306 Zggl 14599 2:?13 418]2 451)4 282 0 0 0
L b-A 306 Zg’té;%l 1599 23{{13 418]2 424 282 0 0 0
L 55-A 3U6 thé;%l 1599 22?13 41(\)12 424 282 0 0 0
L 56-A 306 Z(étzzaol 1599 22?13 41(\)12 424 282 0 0 0
L ST-A 3U6 thz;aol 14599 2??13 41(\)12 424 282 0 0 0
! p8-A 306 Zggaol 14599 2:’?13 41(\)12 424 282 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! 59-A 306 Zgg?)l 14599 2:?13 41(\;2 424 282 0 0 0
! 60-A 306 ZZ?BI 14C99 2:?13 41(\;2 424 2S2 0 0 0
! 61-A 306 ZZ’;%I 14599 2:?13 41(\)12 451)4 282 0 0 0
1 62-A 306 22;%1 11599 2;{13 41(\)12 424 282 0 0 0
1 63-A 306 Zgg%l 1599 2;{13 41(\)I2 424 282 0 0 0
L | 644 306 Zggél 14099 2;{13 41(\)12 424 2S2 0 0 0
L 65-A 306 ZZZ%I 1599 2:?13 41(\)I2 424 282 0 0 0
L 66-A 306 Zg;%l 12}9 2:?13 41(;]2 424 282 0 0 0
L 67-A 306 Zg;%l 12}9 23{{13 41(?2 424 282 0 0 0
L 68-A 306 thszl 14099 23{{13 41(?2 424 282 0 0 0
L 69-A 3U6 thszl 14099 23{{13 41(;12 424 282 0 0 0
L 70-A 306 thszl 14099 23{{13 41§2 4(24 282 0 0 0
L 71-A 3U6 thaa%l 14099 2:?13 4132 424 282 0 0 0
L 72-A 306 thaa%l 14599 23I>{13 4152 451)4 282 0 0 0
L 73-A 306 Zggél 12}9 2;{13 418]2 4(24 282 0 0 0
L 74-A 306 Z(étg%l 14599 231,{13 4132 451)4 282 0 0 0
L 75-A 306 Z(éts%l 1599 23{{13 41(?2 424 282 0 0 0

e Molecule 2 is DIMETHYL SULFOXIDE (three-letter code: DMS) (formula: CoHgOS).
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DMS

C2

S
C1
O
O

Mol | Chain | Residues Atoms ZeroOcc | AltConf
I
IS S
I A RN
I N R
o e
e e
IS S
e e
IR AR
2 | 10A 1 ol OO0 0 0
2 | 11-A 1 ol O 008 0 0
2 | 12:A 1 forl OO0 0 0
2 | 13A 1 foral O 008 0 0
2 | 14A 1 foral O 0008 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 15-A 1 T‘igal g 1(;1 (1) ? 0 0
2 | 16-A 1 T‘igal g Ig ? f 0 0
2 | 17-A 1 T‘ig‘“ g Ig (1) f 0 0
2 | 18A 1 Tcl)gal g Ig (1) ? 0 0
2 | 19A 1 T(l)gal g Ig (1) ? 0 0
2 | 20-A 1 T(l)gal g Ig (1) ? 0 0
2 | 21-A | T(l)gal S Ig (1) ? 0 0
2 | 22A 1 T(l)gal (23 Ig (1) ? 0 0
2 | 23A 1 T(l)gal g I;.I (1) ? 0 0
2 | 24A 1 T(igal g Ig (1) ? 0 0
2 | 25A 1 T(l)(t)al S Ig (1) ? 0 0
2 | 26-A 1 T(l)gal S }61 (1) ? 0 0
2 | 27A 1 T‘;gal (23 Ig (1) ?’ 0 0
2 | 28A 1 T(l’gal g Ig (1) ? 0 0
2 | 20.A 1 T(l’gal (23 Ig Cl) ? 0 0
2 | 30-A 1 T‘igal g Ig (1) f 0 0
2 | 31-A 1 T‘igal g Ig (1) f 0 0
2 | 32A 1 T‘igal (23 1;51 (1) f 0 0
2 | 33-A 1 T(igal (23 I;,I (1) ? 0 0
2 | 34-A 1 T(igal g Ig (1) f 0 0
2 | 35-A 1 T(iga‘l g Ig (1) f 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 36-A 1 T‘igal g 1(;1 (1) ? 0 0
2 | 37-A 1 T‘igal g Ig ? f 0 0
2 | 38-A 1 T‘ig‘“ g Ig (1) f 0 0
2 | 39-A 1 T‘{gal g Ig (1) f 0 0
2 | 40-A 1 T(igal g Ig (1) f 0 0
2 | 41-A | T(l)gal g Ig (1) ? 0 0
2 | 42-A | T(l)gal S Ig (1) ? 0 0
2 | 43-A 1 T(l)gal (23 Ig (1) ? 0 0
2 | 44A | T(l)gal g I;.I (1) ? 0 0
2 | 45A 1 T(igal S Ig (1) ? 0 0
2 | 46-A 1 T(l)(t)al S Ig (1) ? 0 0
2 | 4TA 1 T(l)gal S }61 (1) ? 0 0
2 | 48A 1 T‘;gal (23 Ig (1) ?’ 0 0
2 | 49-A 1 T(l’gal g Ig (1) ? 0 0
2 | 50-A 1 T(l’gal (23 Ig Cl) ? 0 0
2 | 5LA 1 T‘igal g Ig (1) f 0 0
2 | 52A 1 T‘igal g Ig (1) f 0 0
2 | 53A 1 T‘igal (23 1;51 (1) f 0 0
2 | 54-A 1 T(igal (23 I;,I (1) ? 0 0
2 | 55-A 1 T(igal g Ig (1) f 0 0
2 | 56-A 1 T(iga‘l g Ig (1) f 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 57-A 1 T‘igal g 1(;1 (1) ? 0 0
2 | 58-A 1 T‘igal g Ig ? f 0 0
2 | 59-A 1 T‘ig‘“ g Ig (1) f 0 0
2 | 60-A 1 T‘{gal g Ig (1) f 0 0
2 | 6L-A 1 T(l)gal g Ig (1) ? 0 0
2 | 62A 1 T(l)gal g Ig (1) ? 0 0
2 | 63A 1 T(l)gal g Ig (1) ? 0 0
2 | 64-A 1 T(l)gal (23 Ig (1) ? 0 0
2 | 65A 1 T(l)gal g I;.I (1) ? 0 0
2 | 66-A 1 T(igal S Ig (1) ? 0 0
2 | 67-A 1 T(l)(t)al S Ig (1) ? 0 0
2 | 68A 1 T(l)gal S }61 (1) ? 0 0
2 | 69-A 1 T‘;gal (23 Ig (1) ?’ 0 0
2 | 70-A 1 T(l’gal g Ig (1) ? 0 0
2 | TLA 1 T(l’gal (23 Ig Cl) ? 0 0
2 | 72A 1 T‘igal g Ig (1) f 0 0
2 | 73A 1 T‘igal g Ig (1) f 0 0
2 | T4A 1 T‘igal (23 1;51 (1) f 0 0
2 | 75-A 1 T(igal (23 I;,I (1) ? 0 0
AN
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR H R
IR
IR SRR
IR
IR
I T HITEE
AN IR
2 | 10-A 1 T(l)gal (23 Ig (1) ? 0 0
2 | 11-A | T(l)gal g I;.I (1) ? 0 0
2 | 12A 1 T(igal g Ig (1) ? 0 0
2 | 13A 1 T(l)(t)al S Ig (1) ? 0 0
2 | 14A 1 T(l)gal S }61 (1) ? 0 0
2 | 15A 1 T‘;gal (23 Ig (1) ?’ 0 0
2 | 16A 1 T(l’gal g Ig (1) ? 0 0
2 | 17A 1 T(l’gal (23 Ig Cl) ? 0 0
2 | 18A 1 T‘igal g Ig (1) f 0 0
2 | 19A 1 T‘igal g Ig (1) f 0 0
2 | 20-A 1 T‘igal (23 1;51 (1) f 0 0
2 | 21-A | T(igal (23 I;,I (1) ? 0 0
2 | 22A | T(igal g Ig (1) f 0 0
2 | 23-A 1 T(iga‘l g Ig (1) f 0 0

=
=1
=
-
o
4

(2)
v
E

o
=|
o
3
m
Z
o
>
1

Continued on next page...



Page 19

wwPDB X-ray Structure Validation Summary Report

7TMHO

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 24-A | T‘igal g 1(;1 (1) ? 0 0
2 | 25-A 1 T‘igal g Ig ? f 0 0
2 | 26-A 1 T‘ig‘“ g Ig (1) f 0 0
2 | 27A 1 Tcl)gal g Ig (1) ? 0 0
2 | 28A 1 T(l)gal g Ig (1) ? 0 0
2 | 20.A 1 T(l)gal g Ig (1) ? 0 0
2 | 30-A 1 T(l)gal g Ig (1) ? 0 0
2 | 3LA 1 T(l)gal (23 Ig (1) ? 0 0
2 | 32A 1 T(l)gal g I;.I (1) ? 0 0
2 | 33A 1 T(igal S Ig (1) ? 0 0
2 | 34A 1 T(l)(t)al S Ig (1) ? 0 0
2 | 35A 1 T(l)gal S }61 (1) ? 0 0
2 | 36-A 1 T‘;gal (23 Ig (1) ?’ 0 0
2 | 37A 1 T(l’gal g Ig (1) ? 0 0
2 | 38A 1 T(l’gal (23 Ig Cl) ? 0 0
2 | 39-A 1 T‘igal g Ig (1) f 0 0
2 | 40-A 1 T‘igal g Ig (1) f 0 0
2 | 41-A 1 T‘igal (23 1;51 (1) f 0 0
2 | 42-A | T(igal (23 I;,I (1) ? 0 0
2 | 43-A 1 T(igal g Ig (1) f 0 0
2 | 44-A 1 T(iga‘l g Ig (1) f 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 45-A 1 T‘igal g 1(;1 (1) ? 0 0
2 | 46-A 1 T‘igal g Ig ? f 0 0
2 | 47-A 1 T‘ig‘“ g Ig (1) f 0 0
2 | 48A 1 Tcl)gal g Ig (1) ? 0 0
2 | 49A 1 T(l)gal g Ig (1) ? 0 0
2 | 50-A 1 T(l)gal g Ig (1) ? 0 0
2 | 5LA 1 T(l)gal g Ig (1) ? 0 0
2 | 52A 1 T(l)gal (23 Ig (1) ? 0 0
2 | 53A 1 T(l)gal g I;.I (1) ? 0 0
2 | 54A 1 T(igal S Ig (1) ? 0 0
2 | 55A 1 T(l)(t)al S Ig (1) ? 0 0
2 | 56-A 1 T(l)gal S }61 (1) ? 0 0
2 | 5TA 1 T‘;gal (23 Ig (1) ?’ 0 0
2 | 58A 1 T(l’gal g Ig (1) ? 0 0
2 | 59-A 1 T(l’gal (23 Ig Cl) ? 0 0
2 | 60-A 1 T‘igal g Ig (1) f 0 0
2 | 6L-A 1 T‘igal g Ig (1) f 0 0
2 | 62A 1 T‘igal (23 1;51 (1) f 0 0
2 | 63-A 1 T(igal (23 I;,I (1) ? 0 0
2 | 64-A 1 T(igal g Ig (1) f 0 0
2 | 65-A 1 T(iga‘l g Ig (1) f 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 66-A 1 T‘igal g 1(;1 (1) ? 0 0
2 | 67-A 1 T‘igal g Ig ? f 0 0
2 | 68-A 1 T‘ig‘“ g Ig (1) f 0 0
2 | 69-A 1 T‘{gal g Ig (1) f 0 0
2 | 70-A 1 T(igal g Ig (1) f 0 0
2 | TLA 1 T(l)gal g Ig (1) ? 0 0
2 | T2A 1 T(l)gal g Ig (1) ? 0 0
2 | T3A 1 T(l)gal (23 Ig (1) ? 0 0
2 | T4A 1 T(l)gal g I;.I (1) ? 0 0
2 | T5A 1 T(igal S Ig (1) ? 0 0

e Molecule 3 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 LA 1 Total Zn 0 0
1 1

3 9 A 1 Total Zn 0 0
1 1

3 3 A 1 Total Zn 0 0
1 1

3 LA 1 Total Zn 0 0
1 1

3 5 A 1 Total Zn 0 0
1 1

3 6A 1 Total Zn 0 0
1 1

3 T A 1 Total Zn 0 0
1 1

3 3 A 1 Total Zn 0 0
1 1

3 9-A 1 Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 | 10-A 1 total - Zn 0 0
11

3 | 11-A 1 total - Zn 0 0
11

3 | 12A 1 fotal - Zn 0 0
11

3 | 13-A 1 Total ~ Zn 0 0
11

3 | 14-A 1 Total ~ Zn 0 0
11

3 | 15-A 1 Total = Zn 0 0
11

3 | 16-A 1 Total ~ Zn 0 0
11

3 | 17-A 1 Total ~ Zn 0 0
11

3 | 18A 1 Total = Zn 0 0
11

3 | 19-A 1 Total = Zn 0 0
11

3 | 20-A 1 Total ~ Zn 0 0
11

3 | 21-A 1 Total - Zn 0 0
11

3 | 22-A 1 Total = Zn 0 0
11

3 | 923-A 1 Total = Zn 0 0
11

3 | 24-A 1 Total ~ Zn 0 0
11

3 | 25-A 1 Total = Zn 0 0
11

3 | 26-A 1 Total = Zn 0 0
11

3 | 27-A 1 Total = Zn 0 0
11

3 | 28A 1 Total ~ Zn 0 0
11

3 | 20-A 1 Total * Zn 0 0
11

3 | 30A 1 fotal 2 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 | 31-A 1 total - Zn 0 0
1 1

3 | 32A 1 total - Zn 0 0
1 1

3 33 A 1 Total Zn 0 0
1 1

3 A 1 Total Zn 0 0
1 1

3 35A 1 Total Zn 0 0
1 1

3 36A 1 Total Zn 0 0
1 1

3 37 A 1 Total Zn 0 0
1 1

3 38 A 1 Total Zn 0 0
1 1

3 30-A 1 Total Zn 0 0
1 1

3 A0-A 1 Total Zn 0 0
1 1

3 | 41-A 1 Total - Zn 0 0
1 1

3 | 42-A 1 Total - Zn 0 0
1 1

3 | 43-A 1 Total - Zn 0 0
1 1

3 AL A 1 Total Zn 0 0
1 1

3 A5 A 1 Total Zn 0 0
1 1

3 A6A 1 Total Zn 0 0
1 1

3 ATA 1 Total Zn 0 0
1 1

3 AS A 1 Total Zn 0 0
1 1

3 49-A 1 Total Zn 0 0
1 1

3 50-A 1 Total Zn 0 0
1 1

3 | 5LA | Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 | 52A 1 total - Zn 0 0
1 1

3 | 53A 1 total - Zn 0 0
1 1

3 SAA 1 Total Zn 0 0
1 1

3 55A 1 Total Zn 0 0
1 1

3 56A 1 Total Zn 0 0
1 1

3 5T A 1 Total Zn 0 0
1 1

3 53 A 1 Total Zn 0 0
1 1

3 50-A 1 Total Zn 0 0
1 1

3 60-A 1 Total Zn 0 0
1 1

3 6LA 1 Total Zn 0 0
1 1

3 | 62-A 1 Total - Zn 0 0
1 1

3 | 63-A 1 Total - Zn 0 0
1 1

3 GAA 1 Total Zn 0 0
1 1

3 65A 1 Total Zn 0 0
1 1

3 66A 1 Total Zn 0 0
1 1

3 6T-A 1 Total Zn 0 0
1 1

3 68A 1 Total Zn 0 0
1 1

3 60-A 1 Total Zn 0 0
1 1

3 70-A 1 Total Zn 0 0
1 1

3 TLA 1 Total Zn 0 0
1 1

3 | 72A | Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 73 A 1 Total Zn 0 0
1 1
3 TIA 1 Total Zn 0 0
1 1
3 | 75A 1 fotal - Zn 0 0
1 1
e Molecule 4 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
4 1-A 40 A0 A0 0 0
Total O
4 2-A 38 23 23 0 0
Total O
4 3-A 50 50 50 0 0
Total O
4 4-A 44 m m 0 0
Total O
4 5-A 37 37 37 0 0
Total O
4 6-A 41 Al A1 0 0
Total O
4 7-A 37 37 37 0 0
Total O
4 8-A 33 33 33 0 0
Total O
4 9-A 38 23 23 0 0
Total O
4 10-A 38 a3 23 0 0
Total O
4 11-A 43 43 43 0 0
Total O
4 12-A 48 48 48 0 0
Total O
4 13-A 48 48 48 0 0
Total O
4 14-A 49 49 19 0 0
Total O
4 15-A 47 A7 e 0 0
Total O
4 16-A 49 49 49 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 17-A 39 ngal % 0 0
4| 18A 43 ngal g 0 0
4| 19A 39 T‘;g"‘l ?% 0 0
4 | 20A 48 ngal i; 0 0
4 | 21-A 45 ngal 55 0 0
4 | 22-A 49 ngal g 0 0
4 | 23-A 44 TZZ"I 21 0 0
4 | 24-A 51 Tgtlal ?1 0 0
4 | 25-A 52 Tg;al ?2 0 0
4 | 26-A 48 thgal ;)8 0 0
4 | 27-A 43 ngal fg 0 0
4 | 28-A 41 thlal ﬁ 0 0
4 | 29-A 43 ngal fg 0 0
4 | 30-A 43 ngal fg 0 0
4 | 31-A 44 TZTI 4(1 0 0
4 | 32-A 46 TZ?I 2; 0 0
4 | 33-A 47 ngal 57 0 0
4 | 34-A 39 ngal ??9 0 0
4 | 35A 41 thlal 4?1 0 0
4 | 36-A 41 thlal 4?1 0 0
4 | 37A 43 ngal fg 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 33A 44 TZTI 4(1 0 0
4| 39:A 45 ngal ;)5 0 0
4| 40A 11 thlal 4?1 0 0
4| 41-A 43 ngal f?) 0 0
4 | 42-A 39 Tgtgal ?% 0 0
4 | 43-A 49 ngal g 0 0
4 | 44-A 47 TZ;{"I f? 0 0
4 | 45-A 51 Tgtlal ?1 0 0
4 | 46-A 54 Tgial 5(21 0 0
4 | 47-A A7 th;‘l 57 0 0
4 | 48-A 44 TZTI f4 0 0
4 | 49-A 39 ngal ?% 0 0
4 | 50A 46 ngal 25 0 0
4 | 51-A 41 thlal ﬁ 0 0
4 | 52-A 43 ngal f?) 0 0
4 | 53-A 42 ngal fQ 0 0
4 | 54-A 56 ngal ?6 0 0
4 | 55-A 52 Tgt;‘l ?2 0 0
4 | 56-A 46 ngal 25 0 0
4 | 57-A 46 ngal ﬁj 0 0
4| 53A 39 ngal ??9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 59:-A 39 ngal % 0 0
4 | 60-A 37 Tg;al :?7 0 0
4 | 61-A 11 thlal 4?1 0 0
4| 62A 14 TZZal 4(31 0 0
4 | 63A 40 ngal ﬁ) 0 0
4 | 64-A 43 ngal f:,) 0 0
4 | 65A 37 Tg;al ?7 0 0
4 | 66-A 44 TZZ’“ 21 0 0
4 | 67-A 44 TZZ“ 21 0 0
4 | 68-A 42 ngal fQ 0 0
4 | 69-A 44 TZTI 21 0 0
4 | 70-A 45 th;‘l 2,) 0 0
4 | 71-A 50 ngal 5% 0 0
4 | 72-A 50 ngal 5% 0 0
4 | 73-A 50 ngal % 0 0
4 | 74-A 48 TZ?I fg 0 0
4 | 75-A 44 TZTI 21 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
electron density. Residues are color-coded according to the number of geometric quality criteria
for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more.
A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2
or more consecutive residues without any outlier are shown as a green connector. Residues present
in the sample, but not in the model, are shown in grey.

e Molecule 1: 3C-like proteinase
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e Molecule 1: 3C-like proteinase

10%
Chain 2-A: 80% 17% .

°
LMo Mq o N o~ Mo oMo Moo~ © o we oo~ omooomsmSmSmEmlmSms
< — — o N N NN (2] < < n © © © O © el L N~ o~ 0 (2]} 2] — — — — — —
~ o o oo B - 1] = = x N> o o4 = - x B4 i £ (=] = w0 = -

°
N~ © ©
Smlmd
= 5] ~

e Molecule 1: 3C-like proteinase

10%

. [—
Chain 3-A: 80% 17% o

e Molecule 1: 3C-like proteinase

10%

. [— ——
Chain 4-A: 83% 12% .

WO RLDWIDE

er

PROTEIN DATA BANK


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

wwPDB X-ray Structure Validation Summary Report TMHO

Page 30

SOTH

9510
SSTa

¢STI

Ll

CHIN

veTd

0zTd

+

8834

000000
—
~
[

[
©
(=4

19T

Y9H
E9N
298

Scl

20ed
TOES

682a

6,24

S.LTH

cLTT

692X

ovca

9€TH

144\

e Molecule 1

16TV
06TL

88TY

6971

3C-like proteinase

10%

SOTH

9G10

CSTI

(4741}

SCTA

6TTIN

90TI

o
[
A

1871

08H

Gk

SL1
.0

TLD

89A

82%
|

T4

89T

]
—
S

S

Chain 5-A

T0€S

L6TA

682a

LL2TN
9.LTN

6%CI

VA4

E€VTL

(o4

11

8ZTN

161V

69TL

L9TT

11ase

3C-like prote

10%

e Molecule 1

17%

79%

Chain 6-A

690
89A

To%
094

67

® 9¥S
® S¥L

3

[a2y]

=
o
I'-‘

90€d
S0€d

10€S

662h
862y
L6CA

6820

i

8.TH

LN

11ase

3C-like prote

10%

e Molecule 1

8STS

9510

S¥10

CYIN

19%

9€TI
1218
0z1d
6TIN
80Td

S0TY

L6341

TeA
0634

181

78%
L)

)
~
-

L]
® €LA
® T.N
L]

0LV

197

094

0871

Lvd

0€T

Chain 7-A

TOES
00€0
6620
8624

682a

Ik

@® 8.7

® 9.TW

L

TLT1

0423

952d

vscs

{44488

[vigacs

8ECN

® GETH

€ETA
® <TeTl

622a

1

t

06T.L

88TH

98TA

8.7d

TLIA

@ S0ed

11ase

3C-like prote

10%

e Molecule 1

. 8.13
!

88TY

TLIA

I

@ SS1a

16%
i

@ €SIa

LETH

1218

SOTH

TOTA

164

T6A

681
8834

8LI

CTLN

79%
000000

690

197

Y9H
E9N

o
09y

Lyd
® 9%S

L

0€1

121

610

Chain 8-A

3

R LDWIDE

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report TMHO

Page 31

® 90gd
® G0ed

® €0EA

® 00€d

@® 862

682a

® 6.4

® 9.TW

LN

svea

[4%44¢

8ETN

® 2gtl

1221

i (4an
e€eed
ceed
j144

1124

S6TD

z6Th
T61V

11ase

3C-like prote

10%

e Molecule 1

16%

80%

Chain 9-A

3

® VSIX
® €S1d
CSTI

€710

+

veTd
€CTS

1218
(4 %]

207D

Yol

6Th
8TA

8¢CN
LgT1

¥eel
® €ctd

@ TeeTN

L12d

11ase

: 3C-like prote

e Molecule 1

10%

16%

80%

Chain 10-A

3

SOTH

8STS

€57Q
2STI

EV1D

L

LETH

STTA

1218
0Z1d

811X

L

SG4

9%s
ShL

€71

GEA

0€1

€D

(451

O

® 90gd
® §0ed

€0EA
20€dD

8624
L6TA

@® 8.LZD

® 9.TH

LN

TL21

1,928

$920
952h

€¥TL
(4440

8ECTN
® SETH

(4

TZeN

Ll

6971

L9771

11ase

: 3C-like prote

e Molecule 1

10%

88TY
69TL
L9771
8STS
LSTA

981D
® §S1d

18%

® €S1a
CSTI

S%10

TYIN
711

€CT8

TOTA

20T
TOTA

78%

(]
(]
()
® E€LA
()
[ )

Chain 11-A

8624
L6TA

0623
682a

@ 6.2d

@ Llzn

® 9.TW

0Lzd

pASIA

29T1

952b

€¥CL
[444%

® SETN

® teTl

Lee1

@ TZTN

® €61V

11ase

: 3C-like prote

e Molecule 1

10%

16%

81%
000000

- Nl o
© N~ o
p} =] e

Chain 12-A

CSTI

CYIN

LETH
9€TI

O0ETH

1218

6TTIN

S0TY

2ot

L1634

€61

-
)
=

~
oo}
|

i
©
=]

o
©
wn

©
re)
=

~
<
=]

[
@
o
Iy
[

952h

9ETH
® SETN

16TV

8STS

SS1d

11ase

: 3C-like prote

e Molecule 1

- .
S
n
—
X
m
[ee]
*
o
—
<
o
—
jw]
o=
<
=
O

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 32

9510
® ¥VSIA
o €570 |

¢STI

S¥10

0ETH

L0TD
9011

YOTA

89A

~
©
=

Ll

STl

€D

o
-
=1

®
© N~ o <
N =3 =3
a o @ ®»
== 7] ]

692)
2921
6%CI
svea
vved
eyl
(4448

9€TH

i

11ase

82TN

S2TLl

3C-like prote

TZeN

L1cyd

66T.L

96TL

e Molecule 1

T6TV

6810

8STS

10%

16%

79%

Chain 14-A

3

CYIN

LETH

[449]

6Th
8TA

(45’8

O

90€D

TOES

® 862Y
L62A

6.4

Y.L2N
€.20

(kact
6924

2921

6%CI

8ETN

i

11ase

6cca

b

@® <JccHd
® Tean

912a

t

3C-like prote

06TL
6810
88TY4

8.L1d
LLTT

€STa

e Molecule 1

10%

15%

82%

Chain 15-A

[434]

6810
88TH

3

¥9TH

@ SS1a

LETH

L0TD
90TI

Y0TA

{4015’

007X

® 90gd
® S0ed

@® €0EA
@® 208D

@® 00€D

6820

LLTN

€.2b
6924

Svca

€¥CL

9ETH

L

3C-like prote

® <T€etl

L2e1
9ZeL

3

°
® <7ctd
® TeeTN

L1724
66TL

96711

11ase

e Molecule 1

10%

14%

83%

Chain 16-A

L9771

Y9TH

95810
SSTa

LETH
9€TI

SCTTA

°
°
°
e cln
o
o 1

|

® 9¥S

STl

€20

voel

8624

S.2D

€120
$920
LSTL
S¥ea
(4448
® SETN
@ <C€ETl
622

Lee1
9zalL

TZeN

L124

66TL

11ase

. 3C-like prote

e Molecule 1

10%

14%

82%

Chain 17-A

06TL
6810
88TY

89Td
L9771

€STa

(4749

LETH

6TTN

0TTh

SOTH

007X

98A

LLA

LA

8G1T

i

96d

0€T

121

YTl

8TA

622a
82ZZN
1221
9zl

Teen

il

66TL

96TL

b

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 33

11ase

. 3C-like prote

e Molecule 1

10%

21%

77%

Chain 18-A

S¥10
CYIN
SCTA
1218
6TTIN
OTTh
L0TD

0013

690
89A
L97T

90€b

€0EA
20€d
T0€S
00€D

v6cd

682d

1

® 6.2¥
® 8.2

® 9.TH
[ ]

L

2921

6%CI

ovea

® SETH

6220
82N
Praas
Elaan
SeeTl
¥cel
® €ctd

@ Tean

S6T1D

z6Th

3C-like prote

06TL
6810
8814
LL11

69TL

11ase

e Molecule 1

10%

16%

81%

Chain 19-A

88TY

LLTT

S9TW

SSTQ

6TIN

LT1D
90TI
007X

8.1

LLA
9.4

2]

oLy
690
89A
L97T

094

891

2S8d

3

Lvd

(47
TvH

L

S0€4d
Y0eL
€0EN
20€D

88¢d

9821

© ~
~ N~
a o
==

€.2h
932h

€¥Cl
(4440

[0)44C8

@® SETH

t

3C-like prote

pRaa

® €ctd
@® <2cTy

66TL

t

e Molecule 1

06TL
68Th

11ase

66TL

96TL

t

6810
88TY

14%

69TL

8STS

€STa

CYIN

8210

€218

Ll

001X

18T

83%

ELA
CTLN

0LV

Ll

L57

TSN

67N
8%d

® 9%

10%

0€T

Scl
YTl

TeL

Chain 20-A

11ase

. 3C-like prote

e Molecule 1

18%

80%

10%

1

Chain 21-A

0L1D

89Td
L9T1

SOTH

9GT1D
SG1d

2STI
CYIN
OETI
6TTIN
0634
181

08H

LD
LA

TLD

89A
197

094

Eistc

67

Lvd

SEA

121

STl

{449
2L

S

S0ed
Y0eL

00€D

682

9821

6.2d
8.TH

S.2D

€.20
(kA

2921
9s2b
6%CI

fA AN
(47448

[igacs

11ase

8ETN

® SETW

® <€ell

8ZZN
L2271

€eed
[444:

66TL

b

e Molecule 1

T6Th

LLTT

3C-like prote

10%

18%

81%

Chain 22-A

3

€61V
0671
9G10
SSG1Q
¥ST4
€G1Q
€YID
9€TI
8C1D

6TTIN
8TTA

(4015’8

007X

188

LLA
9.4

L0
ELA

690

191

YTl

2T

STD

R LDWIDE

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report TMHO

Page 34

® 90gb
® G0€d

@® <20€d
® T0Es

@® 862
L6TA

9821

b

® 8.L2
® LN

€.2b

LSTL
9s2b

S¥ca

[444¢

t

e Molecule 1: 3C-like proteinase

® 2gtl

3

1221

{4AN

@® <7ctcd

® Tz

912a

66TL

v6TvV

10%

11%

86%

Chain 23-A:

i

STl

[ 444:s

H

Y61V

1

06T.L

83TS

® SS1d

® €S1a

70€L
€0EA

e Molecule 1: 3C-like proteinase

LBTA

v6cd

682a

9821

o000 00
~
~
I
=

952h

(4448

8ECN

10%

12%

85%

Chain 24-A:

912a

coch

T61V
06TL

8814

198

CYIN

o000 00 o 0000000
™
o
o
IIIIIIII.. ..|IIIII -

e Molecule 1: 3C-like proteinase

10%

14%

83%

Chain 25-A:

:
t

e Molecule 1: 3C-like proteinase

Ll

9zl

STD

90€b
S0€d
v0eL

0623

882H

® 8.ZD
® llTn
ol oL
® §.2D
VLN
0423
29T1
952b
[444%

® SETN

Lee1

912a

T61V

10%

+

z6Th

— . 88TYH
8.L1d

14%

® %S1k
® €S1a
2STI
0TTh
L0TD
00T

S6N

181

8.1

82%
e0o0000

ST
j21)

89A

*

081

8¥%a

® S¥L

Ll

SEA

121

)
—
o

o .
-
=

Chain 26-A:

k-

e Molecule 1: 3C-like proteinase

I

R

)

[l

L

o

0
L
o
—

N

I~

a

jw]

o=

<

)

O

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 35

88TY

8.14

69TL

SOTH

981D
® §S1d

® €s1d

TSIN

S%1D

CYIN

9€TI

CETd

STTA

201X

8.1

67
8¥%a
A

SeA

0€T

9CL

4N

1s

® 90gd

® €0EA

® T0ES

6620

L

982C1

6,24

LN
€.12d
2.L21

0Lzd
29T1

9520

11ase

¥scs

S¥ea

[444%

® SETN

® teTl

{4 A%

@ ccey

L

e Molecule 1

L124

L67Q

® €61V

3C-like prote

10%

85%

Chain 28-A

9€TA

11ase

. 3C-like prote

e Molecule 1

10%

~
g
p

Y0TA

{4015’

007X

S6N

€61

181

84%

LLA

E€9N

M

(470

SEA

0gT

N
N
o

©
=

[l
o

Chain 29-A

0.Lz3

svca

[0} 448

9ETH

TZeN

96711

6971

SOTH

11ase

: 3C-like prote

e Molecule 1

10%

12%

85%

Chain 30-A

161V

SOTH

SSTa

CYIN

9€TI

-

@ <ttt

8CTN

9zalL

b

@® 2cTd

1

e Molecule 1

L67Q

® €61V

11ase

3C-like prote

10%

16%

80%

Chain 31-A

3

® VSIA
® €S1d

+

S710

CYIN

6TTN

007X

163

S6N

€61

T6A
063

-

883
181
98A
€80

8.1

™
~
=3

@
©
o

L97

298

Ll

® 9%

1
L

® 90ed

® ¥O0EL

® 20€d
® T0€S
® 00€d

@ 862

8.LTH
LLTN

LN

6923

1928

v9cs

8ETN

9€TA

® €czd

® TeeN

74548

® €61V

06TL

88TY
69TL

951D

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 36

11ase

. 3C-like prote

e Molecule 1

10%

17%

81%

Chain 32-A

k-

931D

® ©VSIX
® €S1d

OETH

6TIN

00T

L1634

S6N

€61
063
181
€8d

LLA
9.4

ELA

oLy
690

L9T

SON
V9H

298

t

094

081
67

M

(47

0gT

21
9zl

2L

® 90ed
® S0ed
® ¥O0EL

® T0€S

0624
682d

9821

b

® 8.%D

® 9.TH
®
LN

0Lea
6923

952h

8ETN

® €Tl

TeeN
0221

3C-like prote

81cM

¥1eN

96T1

® €61V

SOTH

8STS

11ase

e Molecule 1

- .
S
m
—
X
<
[
*
o
—
<
o
o
)
o=
<
<
O

454\

® €671V

161V

8874

LLTT

8GTS

@ S§S1a
® %S1A

1

A%

0ETH

STIA

Ll

L1634

S6N

0634

[
wn
N
Iqr

(X}
™
~

I>

11ase

® T1.D
oLV
690
89A

SON
79H

Ll

29s

081

M
i

{47\

Ll

121

b
[

i

S920

29T

(4448

9€TH

8¢CN

912a

. 3C-like prote

e Molecule 1

10%

[- %10

EVID
CYIN

9€TI

19%

SCTA

€eIs
8TTA
L0TD
7oTA
S6N
181

8N
€80

08H

9.4
SLT

ELA
CTLN

78%
oooloo

o
=
<

89A

SON

298

S8

67

TvH

0€7

121

TelL

Chain 34-A

®
@
pes
Iy
o

11ase

. 3C-like prote

e Molecule 1

10%

18%

79%

Chain 35-A

™ |
[

OTTd

2ot

8G1

8¥%a

® 9%s

{47\

TVH

0gT

921

¥zl

STD

® S0ed
® ¥O0EL
® €0EA

® T0€S

682a

98TT1

S.2D
.L2N

cLeT

(4748

9€TH
® SETN

(N
I
N
I
~

06TL

LLTT

8STS

11ase

: 3C-like prote

e Molecule 1

10%

® VSIA

n €719

*

8¢10

17%
|

6TIN

oTTh

20Ty

L1631

S6N

T6A
0634

98A

€80

8.1

9.4

o
~
I>I

81%

TLD

690

191

® 9¥%S

0ge1

LT
9gL
sl
oL

2L

(451

Chain 36-A

R LDWIDE
PROTEIN DATA BANK

w_ 0



TMHO

wwPDB X-ray Structure Validation Summary Report

"

3C-like prote

Page 37

® ¥0EL

® 20€d
® T0€s

@® 862
682a

9821

LLen
9LTH

L

TLTT
0Lzd

9s2b
vjzact

9€TH

82ZZN
1221

£€eed
{444

1

PAYAS

12N

® €61V

SOTH

@ §S1a

11ase

e Molecule 1

10%

18%

78%

Chain 37-A

CYIN

9€TI

SCTA

1218

COTH

00T

96d

S6N

181

€80

188

3

SL1

TLN
TLD

:
"

1mase

690
89A

994
SON

€9N

i

S.2D
LN

L92s

952b

¥5es
6%CI

fsizddl
v

Teen

3C-like prote

L6110
96TL

® €61V

Ll

8.L14

Ll

e Molecule 1

19%

78%

10%
[

Chain 38-A

Q
IIIIN |
O

Wil

STIA

1218

6TIN

80Td

90TI

S6N

26d

0634

L0

o00000
g
~
-

- o
5
O =

690
89A
191
994

651
SG4

Lya

1

{47\

0€1

121

STl

LN NN )
~
~
I
=

(4448

8ECN

® SETH

11ase

. 3C-like prote

e Molecule 1

—
5%

19%

X
o
~

10%

Chain 39-A

3

Yv1s

TYIN

9€TI

0ETH

1218

8TTX

S0TY

0 ~
o) )
= x

(=3
1)
x

|
8.1

€LA
CTLN

ot

o
o
|

o
N
o

1L

6Th

91D

@ 20ed
® 10€S
@ 00€0

L[]
L6TA

9821

v8cs

® 8.7

® 9.TW

t

8CTN
1221
9cTL

k

S6TD
® €61V
Z6Th
06TL
6810

88TY

8.L1d

SOTH

8STS

9510

® 90ed
@ So0ed

1mase

: 3C-like prote

e Molecule 1

10%

15%

3

81%

Chain 40-A

€VID
CYIN

8210

8TTA

90TI

+

20Ty

163

S6N

® 6.td

® LlTh

® 9.TW

0Lcd

2921

€vTL

9ETH

H

82CN

TZeN
0ze1

912a

b

[434]

LLTT

b

WO RLDWIDE
PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report TMHO

Page 38

11ase

. 3C-like prote

e Molecule 1

10%

SCTA

Ll

OTTd

70TA

[4015')

18%

L1634

S6N

8LI

9.4
SLT

TLD
0Ly

89A
191
994
SON

o1

79%
3
@

6SI
89T

isicy

67N

<
N
=

Chain 41-A

682d

9821

[

o
e
I
|

o000
IS
I
I
o

1

3C-like prote

88TY

98TA

TLTA

(4744}

LETH
9€TI

11ase

e Molecule 1

10%

Ll

18%

78%

- ® o)
© © ©
I& IZIz

A

11ase

Chain 42-A

€VID

LETH

L0TD

[
-Em
£
i

e}
D
=

~
[ee}
=}

i=3
o
]

8LI

© I~
N~
@ >

€LA
CTLN
TLD

690

©
©
[

6SI

081

D
o+
I=

L
0 ©
< <
3R]

o
N
=

1

-
=
=l

o)
g
=

t

3C-like prote

vea

121

STl
YTl

Tl

® 90ed
@ So0ed

® €0EA

@ 00€d

6820

9821

6,24

©
~
[a}
=

6521

Svea

9€TH

STl

® €cctd
@® <Tced
@® TeeN

96TL

06T.L

69T.L

0970

SS61a
¥STA

L

S¥10

e Molecule 1

10%

b

19%

77%

Chain 43-A

@ |
125}

EVID

LETA

L0TD

20T

S6N

063

08H

~ o
~ N
=

e 8.1
e W

® TN
®

0LV
690
89A
197
994

E9N
(4]

9sa

67

® 9%

1

€€a
0€7T
121
SclL
el
€D
{449
TeL

O

@ Soed

@ 20ED

662h
@ 862

6820

9821

LLTN
9LTH

0,23
€920

952b

vacs

(4448
Twed
ovca

t

11ase

@ <CETl

82TN
4221

0ze1

[4:34]

8STS

95810
@ SS1a

E
e Molecule 1

® €S1a

S¥10

3C-like prote

10%

18%

78%

Chain 44-A

€STa

CYIN

9€TI

OETH

[499'}

00T

o o
D O o
x> =

18S

©
~
H

2
I~

0000000
s}
o
®
=

LN

6921

2921

952b

Ll

9€TH

i

622a

€ced
[444:S

ST2H
v1eN

1

3C-like prote

8814

8.L1d

69TL

SOTH

8STS
LSTA

11ase

e Molecule 1

10%

17%

79%

Chain 45-A

I-Q-

€¥I0
TYIN

E€LA
CTLN

0oLy

L97T
994

EON

094

891

Lvd

(470

0ge1

STl

€D
[d4a)
TeL
ozA

R LDWIDE

w_ 0

PROTEIN DATA BANK



TMHO

wwPDB X-ray Structure Validation Summary Report

Page 39

® €0€EA
® <20€d
® TOEs

® 862Y
v6cd
88cd
® 6.2d

® L.t

®
LN
k]
2921
[Cizan

9€TH

H

82ZTN

€ced
[da4
144\

1

912a

3C-like prote

v1eN

96TL

88TY
SOTH

951D

® ¥SIk

CSTI

11ase

e Molecule 1

18%

77%

10%

,\+
(3]
I’_l

Chain 46-A:

88TH

6971

S9TH
® SS1d
o 7SIA |

® €S1a

80Td
L0TH

2]

[l
~
=

©
©
29

Y9H
E9N

To%
094

891

[
0
<
e

[re)
N
=

€D
{449

ozA
610

81%
000000

1mase

10%

3C-like prote

e Molecule 1
Chain 47-A:

SL1

TLD
0Ly

994
S9N

{44

0zA

STD

6820

98¢1

@ LLTN

ol “aze]

@ S.L2D
j2X4\

LT

9szh

EYCL

oved

-

11ase

622a

pXa4s
9Tl

TZeN

H

06T.L

e Molecule 1

88TH

LLTT

6971

5%

13%

82%

~ [d
© N~
| H

10%

3C-like prote

Chain 48-A:

S¥10

Ll

0zTd

7o
=]
—
o

N
o
=
1

o)
2
=

o0
e
[=

(=3
o)
X

N~
© ©
-

[T}
©
=

—
©
x

-
o o
11ase

o
0
=)

67N

Lva
9%S

P

T7H

€ea

0T

{449

€0EN
20€D

TLTT

(Vkact
9s2b
oved

9€TH

(448

TN

1

96TL

3C-like prote

T6TY

e Molecule 1

6810

69TL

18%

80%

10%

Chain 49-A:

2STI

15491

SCTA

2cld

LOTH

70TA

[0S

S6N

063

8834
181

08H

8.1

00000
~
~
[
=

9.4
SL1
LD
LA
TLN

0LY

+

11ase

89A

TO%

I

9%s

%0

{47\

vea
€eda

0gT

121

2L

610

©
o
()
=4

E€0EA
coed
T0€S
00€D

682a

9821

€92a

952h

3

® SETN

j{aan
® €cztd
@® <7ccd
6124

L12H

3C-like prote

T6TY

6810
88TYH

69TL
SOTH
9G10

® VSIX

e Molecule 1

17%

80%

10%

Chain 50-A

D E

L DWI

O R

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 40

LN )
<
0
-
>

0geT

121

e Molecule 1

Scl

1s

©
o
2]
=4

€0EA
20€d
T0€S

682a
88CH

@® 8.7

® 9.TW

€120
PASIA
952b
6¥%CI
S¥ea

9€TH

§eeL
veTl

® <dted
® TTN

06TL

88TY

11ase

3C-like prote

10%

3

15%

82%

Chain 51-A

3

6810

CYIN

LETH

994

191

istc

Lvd

0gT

el
€29

I
N
=

o

-

o
(X X )

©
=

90€b

To€ES
00€D

@® 862
LBTA

(jzact

9€TH

® CET1

92CL

e Molecule 1

4448

0zT1

912a

96TL

11ase

3C-like prote

10%

8.13

@ SS1d

CSTI

S¥10

15%

TYIN

LETH

0ET

STTA

1218

6TIN

{40158

83%

SON

o W © o -
2] & 4 ©
— = wn = &3

o
o
o

-
N
=

)
-
o

~
—
=

Chain 52-A

® 90ed
@ S0ed

® €0EA

® T0€ES
® 008D

6820

9LTH

io (XX )
11ase

LN

LvTA

9€TH
® SETH

62ca

¥TTL

® Tty
® TeTN

L1724

681D
88TH

: 3C-like prote

e Molecule 1

10%

16%

79%

Chain 53-A

S¥10

711

LETA

SCTA

90TI

® Shl
%0

vea

121

TeL
0zA
610
8TA

910
STD

1s

90€b

T0€S

98CT1

@ 8.ZD

® 9.LTH

0Lz

29e1

1221

vcTl

3C-like prote

@® <ccey

1124

[434]
8814
8.13
6971
9510

® 7SIA

11ase

e Molecule 1

@® <TccHd
® Tean
_ . 0zT1

15%

L9T1

€9Ta

SY10

LETA

90TI

S6N

181

08H

81%

0 © |~ 0
[N
o H

LA

o 1|
oLy
690

994

8G1

0§81

10%

9vS
SYL

1,21

3

€D

Chain 54-A

o -
SRS
*>K—'U

® 90gd
® So0ed
® PVOEL
® TOES

6620

682

9821

LLTN
9.LTH

v.L2N
€.20

0.2

vacs
iiz4))

9€TH
® SETN

[ A A
1221

jaan

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 41

e Molecule 1: 3C-like proteinase

16%

81%

10%

Chain 55-A:

6810

LLTT

LETH
9ETI

+

€C1S
L0TD
S6N
181

08H

8LI

SL1
v.LD

682d
9821

@® 6.2d

® 9.TH

o s |
LN
29T1
LSTL

0vcd

8ETN

9ETH

i

e Molecule 1: 3C-like proteinase

L2271
92CL

j4an
® €224
o ez
® 1ZaN

912a

9611

v61V
® €61V

10%

15%

80%

Chain 56-A:

1124

96TL

V6TV

T61Y

681h
88TH

@ SS1a

LETH
CeTd

6TIN

® TN

® _90ed

@® €0en
@® 208D

[
B

[ =3
© o
a N
ad

©
[}
N
=

o000 0
© o
~ L
[a]

LT

0.Lz3

¥ses

6%CI

8ECN

® GETn

+

1221

@® €cctd
[ 444

L

e Molecule 1: 3C-like proteinase

10%

oo
<
N
IH'
00

16%

79%

Chain 57-A:

SOTH

8STS

951D

CSTI

CHIN

Ll

SCTA
B6TTIN
L0TD
007X

163

SN

18T

13

fii

SLT

CTLN

SON

E9N

6SI

S8

{44
TelL
0zZA

8TA

® 90€d

@ €E0EA

ol zogn |
@ T0€S
@ 00€D

L6TA

9821
@ 6.2d
ol 8120 |
® LlTN
® 9.TH
@ §.2D

TLTT

(Pkact

€920

PAS{AN

L

iz 4)]
[vigecs
8ETN

9€TH

L

e Molecule 1: 3C-like proteinase

® <CETl

Ll

€ecd

V6TV

06TL
6810
88TY

69TL

10%

16%

83%

Chain 58-A:

3

SOTH

@ SS1d

S%10

LETH

SCTA

S0TY
voTA

L6

S6N
vev

884

8N
€80

® 9.4

e L
® €A

e 1.
0Ly

SON
¥9H

94d

3

€Y1

€eda

L21

STl

2L

+
"

e Molecule 1: 3C-like proteinase

91D

S

® 90gd
@ Soed

® 208D

® 00€D

9821
® 6.24
o 8.0 |
® LN
® 9.TH
TLT
S920
€92a

952b

svea

® <C€tl

6gca
82ZTN

€2Td

0zT1

v6TvV

17%

80%

10%

Chain 59-A:

k-

[434]
88TH
TLIA

L9711

€9TQ

Ll

CYIN
LETH
6TIN
OTTh
L0TD
w0TA
L1634
€61
€8b

LLA

CTLN
TLD

o000 0O
<
~
o

651

SG4

L

T¥H

LT
9gL
Sl

ozA
610

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 42

90€b
S0€4

00€D

L6TA
v6cd
682a
98TT1

6,24

9LTH
LN
2921
9s2b
S¥2a

€¥TL

96TL

Y61V

11ase

. 3C-like prote

e Molecule 1

10%

v61V
€61V
[4314]
161V
0671

+

6971

17%

CYIN

LETH
9€TI

STIA

Ll

¥0TA

L1634

S6N

LLA
9.4

79%
®

e L

® TN

+

9YS

ovYd

121

TCL

610

Chain 60-A

3

ol o0eb |
e 508d
°
°
e 2ot
e rots
e 00£D

6620

1

0623

8824

9821

0821

[
® 8.%D
[
°
®

02z

L12d

¥1eN

L61d

1mase

: 3C-like prote

e Molecule 1

10%

19%

79%

Chain 61-A

3

S9TH

LSTA
9510

9€TI
0ETH
SCTA
1218
6TIN
L0TD

S6N

8.1

LD

ovd

GEA

121
9L

oL

TeL

610

@ So0ed
® 7V0eEL

® T0€S

@ 862d
L62A

6820
882

98C1

08TL

9LTH

¥LeN

(Vkacs
6924

29C1
952d
o5AN
9ETH
€ETA
@® <CTETl

9Tl

[ R444:s
0ze1

L1
912

e Molecule 1

454\
96TL

S61D
V6TV

06TL

11ase

3C-like prote

10%

17%

79%

Chain 62-A

¢STI

LETA
9€TI

1218

L0TD

163

6N

18T

28N

08H

8.1
LLA

e Molecule 1

@ So0ed

@ €E0EA

® 00€D

682a

98C1

¥8cs

0821

@ 8.ZH

@® 9.Tn

€.12b
1928
€92a
621

8ETN

9€TA

L

3C-like prote

@ CETl
82ZZN

STl

ceed
144\

[4:340]

@ S§S1a

11ase

15%

82%

10%

Chain 63-A

LSTA

€G1a

S%10

(4743}

9€TI

SCTA

6TTN

S0TY

[40)9'5

00T

S6N

€61

o« ool
0 0 O
mwnE o

LLA
9.4

ELA

TLD

690

¥9H

96d

67

0€T

9zl

610
8TA

€0EA

8TTN
L2271

0221

9Tza

96TL

161V

SOTH

11ase

: 3C-like prote

e Molecule 1

16%

80%

10%

Chain 64-A

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 43

3

69TL

1971

SOTH

951D

125178
€STa
CSTI

S%10

9€TI

GCTTA

€CT8
(441

0ZTH

8TTX

€LA

690

1,97
094
94d
e 9%S
e S¥L

9zL
SclL

T2l

610

00€0

682a
88CH

9821

6,24
8.2
LLTN

LTN
€20

29T1
952b

9€TH

912a

T61V

11ase

3C-like prote
10%

e Molecule 1

15%

1

82%

Chain 65-A

L12d

06TL

88TYH
L9T1
LSTA
981D
il
Y914
CYIN
9€TI

0Z1d

S6N

0634

88

6SI
841

8va
LvH
9YS

L

SEA

21

Tl

® Soed

® 208D

8.TH

8TTN
1221
92Tl

® €cetd

e Molecule 1

® Tean
0zTT

11ase

3C-like prote

10%

82%

Chain 66-A

0006000
I
N
=

X
o
8
= =

< 0
el
[=-2

Ll

-
N
=

w o
— —
o o

20€D

6820

9821

6,24

69231
ved

(4448

[0)44cS

11ase

3C-like prote
10%

e Molecule 1

18%

79%

Chain 67-A

SOTH
LSTA
@ SS1d
@ €SIa
S¥10
CYIN
9€TI
6TIN

L0TD

SOTY

L]
@ So0ed

@® €0EA

@® T10€S

6620

L

v6cd

6820

8CTN

G2l

e Molecule 1

€eed
ccey
TZeN

88TH

11ase

3C-like prote
10%

81%

Chain 68-A

9ETI
SCTA
6TTN
OTTd
S0TY

(4015}

90€b
S0ed

TOES

682a

9821

6,24

9LTH

Y.L2N
€.2b

1928

® <€tl

6220

L2271

(4N

® Tqcyd

L

912a

® €61V

88TY

SOTW

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 44

11ase

. 3C-like prote

e Molecule 1

10%

82%

Chain 69-A:

O

6620

L

682a

® 6.2d

® LLZN
® 9.ZW

LN

29T1

¥scs

e

® €Tl
62ca
9ZeL

SeelL
YeeL

e Molecule 1

TeeN

Ll

88TY

8.L73

11ase

3C-like prote

10%

19%

77%

Chain 70-A:

L9771

3

® SS1a
® 7©SIA

TSIN

L0TD

S0TH

3
i

LL0
e ou
ol a1 |
o v
o e
o
P

® 90ed
@ So0ed

® 10€s
® 00€d

® 86t
L6CA

9821
@ 6.24
o 8.9 |
@ LlTN
® 9.TH

LT

6924

L9Ts

9€TH
® GETH

b

11ase

TE€CN

622a

g2
92Tl

3C-like prote

¥eel
@ €ctd
o zzad |
® TZTn

02e1

66T.L

t

e Molecule 1

0671

3

LLTT

6971

10%

B
5% «

18%

76%

Chain 71-A:

L34

9€TI

Te1s

L0TD

voTA

001X

6.0

LLA

0LV

Ll

891

3

® 9%

1

{491

SclL
veL

610
8TA

10

O

98C1
v8cs
@ 6.2d
@® 9.Tn
® S§.20

6923

1928

€920
2921

952h

bzl
€¥TL

8ETN
® SETN
@ <CETl

622

Lee1
9galL

@ <Tced
@ TcTN
0zeT
66TL
L61Q

V6TV

1

8814

8L1d

9510

TSIN
0ST4

©
o
o
[=4

11ase

: 3C-like prote

e Molecule 1

10%

8.73

- . LLTT

8STS

9810
@ SS1a
2STI

TYIN
1548

0ET
OTTd
L0TD
007X

S6N

€61
26d

0634

98A

80%

Chain 72-A:

€1¢I

66TL

11ase

: 3C-like prote

e Molecule 1

10%

16%

79%

Chain 73-A:

D E

O R

L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report TMHO

Page 45

T6TY
8.14
SOTH

8STS

CYIN
L34

LETA
OTTd
S6N

€61
zea

9.4
SLT

CTLN

29T

9Tl
el
Tl
€20

LTW

L62A
962A

9821

6,24

€.20
0Lz
1928
v5¢s
621

4]

(4448

8€TN
LETK
9€TAH
® SETN

t

6220

1221

b

@® <cted

L

e Molecule 1

1124

66TL

11ase

3C-like prote
10%

19%

77%

Chain 74-A

4%

LETH

OETH

6TTN

L11D

LOTD

SOTH

62ca

j{aan
€224

3C-like prote

10%

0zT1

SOTH

8STS
LSTA

e Molecule 1

€STa
CSTI

11ase

5% -«

15%

79%

Chain 75-A

CSTI

LETH

8210

SCIA

6TTN

LT1D

001X

N~
5.
X

S6N

8.1

TLD

000000
g
N
=

i
1

89A
197

98

081

L
L

SEA
vea

1

121
9L

[re)
N
=

LY

TS

90€d

00€D
6620

¥.L2N
LT
29C1
ved

8ECN

9ETA

@® <CT€ETl

62cca

3

j444%

@ Iz

LTy

66TL

88TH

L9771

O

R LDWIDE
PROTEIN DATA BANK

W



Page 46 wwPDB X-ray Structure Validation Summary Report TMHO
4 Data and refinement statistics (i)
Property Value Source
Space group Cc121 Depositor
Cell constants 114.97A 54.62A 45.19A .
Depositor
a, b, c,a, B,y 90.00°  101.67°  90.00°
. 49.14 - 1.88 Depositor
Resolution (4) 56.30 — 1.88 EDS
% Data completeness 99.2 (49.14-1.88) Depositor
(in resolution range) 90.6 (56.30-1.88) EDS
Rinerge 0.18 Depositor
Reym (Not available) Depositor
<I/o(I)>" 0.38 (at 1.88A) Xtriage
Refinement program PHENIX (phenix.ensemble refinement:1.19.2 4158) | Depositor
R R 0.150 , 0.208 Depositor
7 Phfree 0.177 , 0.237 DCC
Rree test set 1107 reflections (4.93%) wwPDB-VP
Wilson B-factor (A?) 29.6 Xtriage
Anisotropy 0.174 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.43 , 999.0 EDS
L-test for twinning? <|L|>=051,<L?>=0.34 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.96 EDS
Total number of atoms 355880 wwPDB-VP
Average B, all atoms (A?) 38.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson

function is 9.28% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: ZN,
DMS

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

angles).

. Bond lengths Bond angles
Mol | Chain | 1o #|Z| >5 RMSZ #|Z| >5

1 1-A 0.73 1/2420 (0.0%) 0.87 4/3289 (0.1%)
1 2-A 0.71 1/2420 (0.0%) 0.86 3/3289 (0.1%)
1 3-A 0.71 1,/2420 (0.0%) 0.87 3/3289 (0.1%)
1 4-A 0.77 3/2420 (0.1%) 0.89 3/3289 (0.1%)
1 5-A 0.70 0/2420 0.87 2/3289 (0.1%)
1 6-A 0.72 2/2420 (0.1%) 0.87 7/3289 (0.2%)
1 7-A 0.73 1/2420 (0.0%) 0.85 2/3289 (0.1%)
1 8-A 0.75 4/2420 (0.2%) 0.89 4/3289 (0.1%)
1 9-A 0.74 2/2420 (0.1%) 0.85 1/3289 (0.0%)
1 10-A 0.73 4/2420 (0.2%) 0.90 4/3289 (0.1%)
1 | 11-A | 0.89 172420 (0.2%) 0.83 1/3289 (0.0%)
1 12-A 0.75 3/2420 (0.1%) 0.86 6/3289 (0.2%)
1 13-A 0.73 1/2420 (0.0%) 0.86 3/3289 (0.1%)
1 14-A 0.77 5/2420 (0.2%) 0.87 7/3289 (0.2%)
1 15-A 0.71 2/2420 (0.1%) 0.86 4/3289 (0.1%)
1 16-A 0.73 2/2420 (0.1%) 0.84 2/3289 (0.1%)
1 17-A 0.69 3/2420 (0.1%) 0.86 4/3289 (0.1%)
1 | 18A | 0.76 472420 (0.2%) 0.84 2/3289 (0.1%)
1 | 19-A | 085 2/2420 (0.1%) 0.84 2/3289 (0.1%)
1 20-A 0.69 3/2420 (0.1%) 0.86 4/3289 (0.1%)
1 21-A 0.71 2/2420 (0.1%) 0.86 3/3289 (0.1%)
1 22-A 0.71 1/2420 (0.0%) 0.81 0/3289

1 23-A 0.71 1,/2420 (0.0%) 0.82 1/3289 (0.0%)
1 24-A 0.73 1,/2420 (0.0%) 0.83 1/3289 (0.0%)
1 | 25-A | 0.68 0/2420 0.84 2/3289 (0.1%)
1 26-A 0.71 2/2420 (0.1%) 0.89 7/3289 (0.2%)
1 | 27-A | 071 2/2420 (0.1%) 0.84 1/3289 (0.0%)
1 28-A 0.73 4/2420 (0.2%) 0.86 3/3289 (0.1%)
1 29-A 0.76 3/2420 (0.1%) 0.87 2/3289 (0.1%)
1 30-A 0.69 0/2420 0.84 3/3289 (0.1%)
1 31-A 0.72 3/2420 (0.1%) 0.85 2/3289 (0.1%)
1 | 32-A | 0.69 2/2420 (0.1%) 0.83 2/3289 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #4Z| >5
1 33-A 0.71 4/2420 (0.2%) 0.85 3/3289 (0.1%)
1 34-A 0.75 3/2420 (0.1%) 0.87 2/3289 (0.1%)
1 35-A 0.74 4/2420 (0.2%) 0.85 2/3289 (0.1%)
1 36-A 0.68 2/2420 (0.1%) 0.82 1/3289 (0.0%)
1 37-A 0.73 1,/2420 (0.0%) 0.87 3/3289 (0.1%)
1 38-A 0.77 5/2420 (0.2%) 0.87 2/3289 (0.1%)
1 39-A 0.74 6,/2420 (0.2%) 0.86 2/3289 (0.1%)
1 40-A 0.74 1/2420 (0.0%) 0.85 3/3289 (0.1%)
1 41-A 0.81 2/2420 (0.1%) 0.86 2/3289 (0.1%)
1 42-A 0.76 2/2420 (0.1%) 0.88 7/3289 (0.2%)
1 43-A 0.77 3/2420 (0.1%) 0.88 3/3289 (0.1%)
1 44-A 0.77 5/2420 (0.2%) 0.89 4/3289 (0.1%)
1 45-A 0.73 1,/2420 (0.0%) 0.87 3/3289 (0.1%)
1 46-A 0.72 3/2420 (0.1%) 0.90 3/3289 (0.1%)
1 47-A 0.70 0/2420 0.85 2/3289 (0.1%)
1 48-A 0.76 1/2420 (0.0%) 0.87 5/3289 (0.2%)
1 49-A 0.76 3/2420 (0.1%) 0.87 4/3289 (0.1%)
1 50-A 0.75 2/2420 (0.1%) 0.86 4/3289 (0.1%)
1 51-A 0.72 4/2420 (0.2%) 0.84 3/3289 (0.1%)
1 52-A 0.76 2/2420 (0.1%) 0.87 4/3289 (0.1%)
1 53-A 0.75 5/2420 (0.2%) 0.88 3/3289 (0.1%)
1 54-A 0.78 4/2420 (0.2%) 0.91 4/3289 (0.1%)
1 55-A 0.70 0/2420 0.87 3/3289 (0.1%)
1 56-A 0.72 2/2420 (0.1%) 0.85 1/3289 (0.0%)
1 57-A 0.74 4/2420 (0.2%) 0.85 3/3289 (0.1%)
1 58-A 0.74 3/2420 (0.1%) 0.84 1/3289 (0.0%)
1 59-A 0.74 3/2420 (0.1%) 0.86 3/3289 (0.1%)
1 60-A 0.75 4/2420 (0.2%) 0.87 6/3289 (0.2%)
1 61-A 0.73 0/2420 0.86 3/3289 (0.1%)
1 62-A 0.71 1/2420 (0.0%) 0.87 3/3289 (0.1%)
1 63-A 0.73 2/2420 (0.1%) 0.82 3/3289 (0.1%)
1 64-A 0.72 2/2420 (0.1%) 0.87 2/3289 (0.1%)
1 65-A 0.73 2/2420 (0.1%) 0.86 2/3289 (0.1%)
1 66-A 0.77 2/2420 (0.1%) 0.88 4/3289 (0.1%)
1 67-A 0.80 2/2420 (0.1%) 0.86 4/3289 (0.1%)
1 68-A 0.73 2/2420 (0.1%) 0.87 5/3289 (0.2%)
1 69-A 0.73 2/2420 (0.1%) 0.85 3/3289 (0.1%)
1 70-A 0.71 3/2420 (0.1%) 0.84 2/3289 (0.1%)
1 71-A 0.72 4/2420 (0.2%) 0.88 7/3289 (0.2%)
1 72-A 0.71 3/2420 (0.1%) 0.86 3/3289 (0.1%)
1 73-A 0.77 2/2420 (0.1%) 0.89 3/3289 (0.1%)
1 74-A 0.78 5/2420 (0.2%) 0.91 5/3289 (0.2%)
1 75-A 0.72 2/2420 (0.1%) 0.85 1/3289 (0.0%)
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 47| >5
All | ALl | 0.74 | 182/181500 (0.1%) | 0.86 | 231/246675 (0.1%)

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

<
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Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
1 35-A 0 7
1 36-A 0 8
1 37-A 0 9
1 38-A 0 7
1 39-A 0 12
1 40-A 0 9
1 41-A 0 6
1 42-A 0 10
1 43-A 0 15
1 44-A 0 10
1 45-A 0 11
1 46-A 0 13
1 47-A 0 10
1 48-A 0 8
1 49-A 0 10
1 50-A 0 7
1 51-A 0 5
1 52-A 0 8
1 53-A 0 10
1 54-A 0 9
1 55-A 0 7
1 56-A 0 14
1 57-A 0 7
1 58-A 0 9
1 59-A 0 7
1 60-A 0 7
1 61-A 0 8
1 62-A 0 9
1 63-A 0 6
1 64-A 0 11
1 65-A 0 3
1 66-A 0 12
1 67-A 0 11
1 68-A 0 5
1 69-A 0 4
1 70-A 0 9
1 71-A 0 10
1 72-A 0 6
1 73-A 0 11
1 T4-A 0 11
1 75-A 0 12

All All 0 584
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The worst 5 of 182 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 11-A | 145 | CYS | CB-SG | 24.01 2.23 1.82
1 19-A | 145 | CYS | CB-SG | 23.08 2.21 1.82
1 67-A | 145 | CYS | CB-SG | 15.91 2.09 1.82
1 41-A 22 CYS | CB-SG | 14.06 2.06 1.82
1 48-A | 300 | CYS | CB-SG | 11.55 2.01 1.82

The worst 5 of 231 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
1 11-A | 145 | CYS | CA-CB-SG | 12.00 135.60 114.00
1 5-A 98 | THR | C-N-CD | -9.21 100.33 120.60
1 19-A | 145 | CYS | CA-CB-SG | 9.19 130.54 114.00
1 54-A | 87 | LEU | CA-CB-CG | 8.71 135.34 115.30
1 17-A | 165 | MET | CG-SD-CE | 8.68 114.09 100.20

There are no chirality outliers.

5 of 584 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 1-A 188 | ARG | Sidechain
1 1-A 195 | GLY | Peptide
1 1-A 23 | GLY | Peptide
1 1-A 278 | GLY | Peptide
1 2-A 4 ARG | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1-A 2367 2313 2313 0 0
1 2-A 2367 2313 2314 0 0
1 3-A 2367 2313 2313 0 0
1 4-A 2367 2313 2312 0 0
1 5-A 2367 2313 2313 0 0
1 6-A 2367 2313 2313 0 0
1 7-A 2367 2313 2313 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 8-A 2367 2313 2313 0 0
1 9-A 2367 2313 2313 0 0
1 10-A 2367 2313 2313 0 0
1 11-A 2367 2313 2314 0 0
1 12-A 2367 2313 2313 0 0
1 13-A 2367 2313 2313 0 0
1 14-A 2367 2313 2313 0 0
1 15-A 2367 2313 2313 0 0
1 16-A 2367 2313 2313 0 0
1 17-A 2367 2313 2313 0 0
1 18-A 2367 2313 2313 0 0
1 19-A 2367 2313 2314 0 0
1 20-A 2367 2313 2313 0 0
1 21-A 2367 2313 2313 0 0
1 22-A 2367 2313 2313 0 0
1 23-A 2367 2313 2313 0 0
1 24-A 2367 2313 2313 0 0
1 25-A 2367 2313 2313 0 0
1 26-A 2367 2313 2313 0 0
1 27-A 2367 2313 2313 0 0
1 28-A 2367 2313 2313 0 0
1 29-A 2367 2313 2313 0 0
1 30-A 2367 2313 2313 0 0
1 31-A 2367 2313 2313 0 0
1 32-A 2367 2313 2313 0 0
1 33-A 2367 2313 2313 0 0
1 34-A 2367 2313 2313 0 0
1 35-A 2367 2313 2313 0 0
1 36-A 2367 2313 2313 0 0
1 37-A 2367 2313 2313 0 0
1 38-A 2367 2313 2313 0 0
1 39-A 2367 2313 2313 0 0
1 40-A 2367 2313 2313 0 0
1 41-A 2367 2313 2313 0 0
1 42-A 2367 2313 2313 0 0
1 43-A 2367 2313 2313 0 0
1 44-A 2367 2313 2313 0 0
1 45-A 2367 2313 2313 0 0
1 46-A 2367 2313 2313 0 0
1 47-A 2367 2313 2313 0 0
1 48-A 2367 2313 2313 0 0
1 49-A 2367 2313 2313 0 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 50-A 2367 2313 2314 0 0
1 51-A 2367 2313 2313 0 0
1 52-A 2367 2313 2313 0 0
1 53-A 2367 2313 2313 0 0
1 54-A 2367 2313 2313 0 0
1 55-A 2367 2313 2313 0 0
1 56-A 2367 2313 2313 0 0
1 57-A 2367 2313 2313 0 0
1 58-A 2367 2313 2313 0 0
1 59-A 2367 2313 2313 0 0
1 60-A 2367 2313 2313 0 0
1 61-A 2367 2313 2312 0 0
1 62-A 2367 2313 2313 0 0
1 63-A 2367 2313 2313 0 0
1 64-A 2367 2313 2313 0 0
1 65-A 2367 2313 2313 0 0
1 66-A 2367 2313 2313 0 0
1 67-A 2367 2313 2314 0 0
1 68-A 2367 2313 2313 0 0
1 69-A 2367 2313 2313 0 0
1 70-A 2367 2313 2313 0 0
1 71-A 2367 2313 2313 0 0
1 72-A 2367 2313 2313 0 0
1 73-A 2367 2313 2313 0 0
1 74-A 2367 2313 2313 0 0
1 75-A 2367 2313 2313 0 0
2 1-A 8 12 12 0 0
2 2-A 8 12 12 0 0
2 3-A 8 12 12 0 0
2 4-A 8 12 12 0 0
2 5-A 8 12 12 0 0
2 6-A 8 12 12 0 0
2 7-A 8 12 12 0 0
2 8-A 8 12 12 0 0
2 9-A 8 12 12 0 0
2 10-A 8 12 12 0 0
2 11-A 8 12 12 0 0
2 12-A 8 12 12 0 0
2 13-A 8 12 12 0 0
2 14-A 8 12 12 0 0
2 15-A 8 12 12 0 0
2 16-A 8 12 12 0 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 17-A 8 12 12 0 0
2 18-A 8 12 12 0 0
2 19-A 8 12 12 0 0
2 20-A 8 12 12 0 0
2 21-A 8 12 12 0 0
2 22-A 8 12 12 0 0
2 23-A 8 12 12 0 0
2 24-A 8 12 12 0 0
2 25-A 8 12 12 0 0
2 26-A 8 12 12 0 0
2 27-A 8 12 12 0 0
2 28-A 8 12 12 0 0
2 29-A 8 12 12 0 0
2 30-A 8 12 12 0 0
2 31-A 8 12 12 0 0
2 32-A 8 12 12 0 0
2 33-A 8 12 12 0 0
2 34-A 8 12 12 0 0
2 35-A 8 12 12 0 0
2 36-A 8 12 12 0 0
2 37-A 8 12 12 0 0
2 38-A 8 12 12 0 0
2 39-A 8 12 12 0 0
2 40-A 8 12 12 0 0
2 41-A 8 12 12 0 0
2 42-A 8 12 12 0 0
2 43-A 8 12 12 0 0
2 44-A 8 12 12 0 0
2 45-A 8 12 12 0 0
2 46-A 8 12 12 0 0
2 47-A 8 12 12 0 0
2 48-A 8 12 12 0 0
2 49-A 8 12 12 0 0
2 50-A 8 12 12 0 0
2 51-A 8 12 12 0 0
2 52-A 8 12 12 0 0
2 53-A 8 12 12 0 0
2 54-A 8 12 12 0 0
2 55-A 8 12 12 0 0
2 56-A 8 12 12 0 0
2 57-A 8 12 12 0 0
2 58-A 8 12 12 0 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 68-A 1 0 0 0 0
3 69-A 1 0 0 0 0
3 70-A 1 0 0 0 0
3 71-A 1 0 0 0 0
3 72-A 1 0 0 0 0
3 73-A 1 0 0 0 0
3 74-A 1 0 0 0 0
3 75-A 1 0 0 0 0
4 1-A 40 0 0 0 0
4 2-A 38 0 0 0 0
4 3-A 50 0 0 0 0
4 4-A 44 0 0 0 0
4 5-A 37 0 0 0 0
4 6-A 41 0 0 0 0
4 7-A 37 0 0 0 0
4 8-A 33 0 0 0 0
4 9-A 38 0 0 0 0
4 10-A 38 0 0 0 0
4 11-A 43 0 0 0 0
4 12-A 48 0 0 0 0
4 13-A 48 0 0 0 0
4 14-A 49 0 0 0 0
4 15-A 47 0 0 0 0
4 16-A 49 0 0 0 0
4 17-A 39 0 0 0 0
4 18-A 43 0 0 0 0
4 19-A 39 0 0 0 0
4 20-A 48 0 0 0 0
4 21-A 45 0 0 0 0
4 22-A 49 0 0 0 0
4 23-A 44 0 0 0 0
4 24-A 51 0 0 0 0
4 25-A 52 0 0 0 0
4 26-A 48 0 0 0 0
4 27-A 43 0 0 0 0
4 28-A 41 0 0 0 0
4 29-A 43 0 0 0 0
4 30-A 43 0 0 0 0
4 31-A 44 0 0 0 0
4 32-A 46 0 0 0 0
4 33-A 47 0 0 0 0
4 34-A 39 0 0 0 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 35-A 41 0 0 0 0
4 36-A 41 0 0 0 0
4 37-A 43 0 0 0 0
4 38-A 44 0 0 0 0
4 39-A 45 0 0 0 0
4 40-A 41 0 0 0 0
4 41-A 43 0 0 0 0
4 42-A 39 0 0 0 0
4 43-A 49 0 0 0 0
4 44-A 47 0 0 0 0
4 45-A 51 0 0 0 0
4 46-A 54 0 0 0 0
4 47-A A7 0 0 0 0
4 48-A 44 0 0 0 0
4 49-A 39 0 0 0 0
4 50-A 46 0 0 0 0
4 51-A 41 0 0 0 0
4 52-A 43 0 0 0 0
4 53-A 42 0 0 0 0
4 54-A o6 0 0 0 0
4 55-A 52 0 0 0 0
4 56-A 46 0 0 0 0
4 57-A 46 0 0 0 0
4 58-A 39 0 0 0 0
4 59-A 39 0 0 0 0
4 60-A 37 0 0 0 0
4 61-A 41 0 0 0 0
4 62-A 44 0 0 0 0
4 63-A 40 0 0 0 0
4 64-A 43 0 0 0 0
4 65-A 37 0 0 0 0
4 66-A 44 0 0 0 0
4 67-A 44 0 0 0 0
4 68-A 42 0 0 0 0
4 69-A 44 0 0 0 0
4 70-A 45 0 0 0 0
4 71-A 50 0 0 0 0
4 72-A 20 0 0 0 0
4 73-A 20 0 0 0 0
4 T4-A 48 0 0 0 0
4 75-A 44 0 0 0 0

All All 181505 174375 174378 0 0
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The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including

hydrogen atoms). Clashscore could not be calculated for this entry.

There are no clashes within the asymmetric unit.

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries

of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was

analysed, and the total number of residues.

Percentiles

Mol | Chain Analysed Favoured | Allowed | Outliers
1 1-A 304/306 (99%) 261 (86%) 23 (8%) 20 (7%)
1 2-A 304/306 (99%) 268 (88%) 18 (6%) 18 (6%)
1 3-A 304/306 (99%) 260 (86%) 24 (8%) 20 (7%)
1 4-A 304/306 (99%) 260 (86%) 27 (9%) 17 (6%)
1 5-A 304/306 (99%) 260 (86%) 27 (9%) 17 (6%)
1 6-A 304/306 (99%) 258 (85%) 24 (8%) 22 (T%)
1 7-A 304/306 (99%) 258 (85%) 25 (8%) 21 (7%)
1 8-A 304/306 (99%) 261 (86%) 28 (9%) 15 (5%)
1 9-A 304/306 (99%) 257 (84%) 31 (10%) 16 (5%)
1 10-A 304/306 (99%) 262 (86%) 24 (8%) 18 (6%)
1 11-A 304/306 (99%) 258 (85%) 32 (10%) 14 (5%)
1 12-A 304/306 (99%) 263 (86%) 26 (9%) 15 (5%)
1 13-A 304/306 (99%) 264 (87%) 26 (9%) 14 (5%)
1 14-A 304/306 (99%) 266 (88%) 20 (7%) 18 (6%)
1 15-A 304/306 (99%) 263 (86%) 29 (10%) 12 (4%)
1 16-A 304/306 (99%) 271 (89%) 20 (7%) 13 (4%)
1 17-A 304/306 (99%) 265 (87%) 25 (8%) 14 (5%)
1 18-A 304/306 (99%) 261 (86%) 34 (11%) 9 (3%)
1 19-A 304/306 (99%) 266 (88%) 27 (9%) 11 (4%)
1 20-A 304/306 (99%) 266 (88%) 25 (8%) 13 (4%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 21-A 304/306 (99%) 267 (88%) 23 (8%)
1 22-A 304/306 (99%) 269 (88%) 19 (6%)
1 23-A 304/306 (99%) 261 (86%) 30 (10%)
1 24-A 304/306 (99%) 259 (85%) 32 (10%)
1 25-A 304/306 (99%) 267 (88%) 22 (7%)
1 26-A 304/306 (99%) 264 (87%) 26 (9%)
1 27-A 304/306 (99%) 266 (88%) 27 (9%)
1 28-A 304/306 (99%) 267 (88%) 27 (9%)
1 29-A 304/306 (99%) 265 (87%) 27 (9%)
1 30-A 304/306 (99%) 269 (88%) 25 (8%)
1 31-A 304/306 (99%) 268 (88%) 18 (6%)
1 32-A 304/306 (99%) 274 (90%) 19 (6%)
1 33-A 304/306 (99%) 263 (86%) 24 (8%)
1 34-A 304/306 (99%) 270 (89%) 16 (5%)
1 35-A 304/306 (99%) 253 (83%) 34 (11%)
1 36-A 304/306 (99%) 258 (85%) 26 (9%)
1 37-A 304/306 (99%) 262 (86%) 24 (8%)
1 38-A 304/306 (99%) 264 (87%) 20 (7%)
1 39-A 304/306 (99%) 251 (83%) 33 (11%)
1 40-A 304/306 (99%) 260 (86%) 28 (9%)
1 41-A 304/306 (99%) 256 (84%) 31 (10%)
1 42-A 304/306 (99%) 248 (82%) 41 (14%)
1 43-A 304/306 (99%) 255 (84%) 32 (10%)
1 44-A 304/306 (99%) 256 (84%) 24 (8%)
1 45-A 304/306 (99%) 256 (84%) 27 (9%)
1 46-A 304/306 (99%) 257 (84%) 25 (8%)
1 47-A 304/306 (99%) 252 (83%) 31 (10%)
1 48-A 304/306 (99%) 256 (84%) 31 (10%)
1 49-A 304/306 (99%) 261 (86%) 29 (10%)
1 50-A 304/306 (99%) 268 (88%) 21 ("%)
1 51-A 304/306 (99%) 263 (86%) 25 (8%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 52-A 304/306 (99%) 260 (86%) 31 (10%) 13 (4%)
1 53-A 304/306 (99%) 261 (86%) 23 (8%) 20 (7%)
1 54-A 304/306 (99%) 263 (86%) 23 (8%) 18 (6%)
1 55-A 304/306 (99%) 271 (89%) 25 (8%) 8 (3%)
1 56-A 304/306 (99%) 264 (87%) 24 (8%) 16 (5%)
1 57-A 304/306 (99%) 260 (86%) 30 (10%) 14 (5%)
1 58-A 304/306 (99%) 266 (88%) 25 (8%) 13 (4%)
1 59-A 304/306 (99%) 264 (87%) 26 (9%) 14 (5%)
1 60-A 304/306 (99%) 265 (87%) 18 (6%) 21 (7%)
1 61-A 304/306 (99%) 266 (88%) 25 (8%) 13 (4%)
1 62-A 304/306 (99%) 264 (87%) 26 (9%) 14 (5%)
1 63-A 304/306 (99%) 261 (86%) 25 (8%) 18 (6%)
1 64-A 304/306 (99%) 262 (86%) 28 (9%) 14 (5%)
1 65-A 304/306 (99%) 264 (87%) 26 (9%) 14 (5%)
1 66-A 304/306 (99%) 259 (85%) 31 (10%) 14 (5%)
1 67-A 304/306 (99%) 262 (86%) 28 (9%) 14 (5%)
1 68-A 304/306 (99%) 267 (88%) 20 (7%) 17 (6%)
1 69-A 304/306 (99%) 270 (89%) 19 (6%) 15 (5%)
1 70-A 304/306 (99%) 258 (85%) 27 (9%) 19 (6%)
1 T1-A 304/306 (99%) 259 (85%) 25 (8%) 20 (7%)
1 72-A 304/306 (99%) 257 (84%) 31 (10%) 16 (5%)
1 73-A 304/306 (99%) 255 (84%) 30 (10%) 19 (6%)
1 74-A 304/306 (99%) 263 (86%) 21 (7%) 20 (7%)
1 75-A 304/306 (99%) 254 (84%) 30 (10%) 20 (7%)

All All 22800/22950 (99%) | 19648 (86%) | 1949 (8%) | 1203 (5%)

5 of 1203 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 1-A 24 THR
1 1-A 72 ASN
1 1-A 74 GLN
1 1-A 97 LYS
1 1-A 154 TYR
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5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar
resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 1-A 263/263 (100%) 221 (84%) 42 (16%) |
1 2-A 263/263 (100%) 219 (83%) 44 (17%)
1 3-A 263/263 (100%) 221 (84%) 42 (16%)
1 4-A 263/263 (100%) 229 (87%) 34 (13%)
1 5-A 263/263 (100%) 224 (85%) 39 (15%)
1 6-A 263/263 (100%) 218 (83%) 45 (17%)
1 7-A 263/263 (100%) 212 (81%) 51 (19%)
1 8-A 263/263 (100%) 216 (82%) 47 (18%)
1 9-A 263/263 (100%) 221 (84%) 42 (16%)
1 10-A 263/263 (100%) 219 (83%) 44 (17%)
1 11-A 263/263 (100%) 215 (82%) 48 (18%)
1 12-A 263/263 (100%) 223 (85%) 40 (15%)
1 13-A 263/263 (100%) 228 (87%) 35 (13%)
1 14-A 263/263 (100%) 217 (82%) 46 (18%)
1 15-A 263/263 (100%) 223 (85%) 40 (15%)
1 16-A 263/263 (100%) 223 (85%) 40 (15%)
1 17-A 263/263 (100%) 221 (84%) 42 (16%)
1 18-A 263/263 (100%) 207 (79%) 56 (21%)
1 19-A 263/263 (100%) 217 (82%) 46 (18%)
1 20-A 263/263 (100%) 222 (84%) 41 (16%)
1 21-A 263/263 (100%) 220 (84%) 43 (16%)
1 22-A 263/263 (100%) 226 (86%) 37 (14%)
1 23-A 263/263 (100%) 233 (89%) 30 (11%)
1 24-A 263/263 (100%) 231 (88%) 32 (12%)
1 25-A 263/263 (100%) 225 (86%) 38 (14%)
1 26-A 263/263 (100%) 222 (84%) 41 (16%)
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 27-A 263/263 (100%) 214 (81%)
1 28-A 263/263 (100%) 229 (87%)
1 29-A 263/263 (100%) 224 (85%)
1 30-A 263/263 (100%) 225 (86%)
1 31-A 263/263 (100%) 221 (84%)
1 32-A 263/263 (100%) 219 (83%)
1 33-A 263/263 (100%) 230 (88%)
1 34-A 263/263 (100%) 221 (84%)
1 35-A 263/263 (100%) 221 (84%)
1 36-A 263/263 (100%) 227 (86%)
1 37-A 263/263 (100%) 215 (82%)
1 38-A 263/263 (100%) 216 (82%)
1 39-A 263/263 (100%) 213 (81%)
1 40-A 263/263 (100%) 221 (84%)
1 41-A 263/263 (100%) 216 (82%)
1 42-A 263/263 (100%) 215 (82%)
1 43-A 263/263 (100%) 216 (82%)
1 44-A 263/263 (100%) 222 (84%)
1 45-A 263/263 (100%) 222 (84%)
1 46-A 263/263 (100%) 219 (83%)
1 47-A 263/263 (100%) 224 (85%)
1 48-A 263/263 (100%) 221 (84%)
1 49-A 263/263 (100%) 222 (84%)
1 50-A 263/263 (100%) 220 (84%)
1 51-A 263/263 (100%) 225 (86%)
1 52-A 263/263 (100%) 229 (87%)
1 53-A 263/263 (100%) 218 (83%)
1 54-A 263/263 (100%) 224 (85%)
1 55-A 263/263 (100%) 212 (81%)
1 56-A 263/263 (100%) 221 (84%)
1 57-A 263/263 (100%) 214 (81%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers
1 58-A 263/263 (100%) 230 (88%) 33 (12%)
1 59-A 263/263 (100%) 218 (83%) 45 (17%)
1 60-A 263/263 (100%) 220 (84%) 43 (16%)
1 61-A 263/263 (100%) 216 (82%) 47 (18%)
1 62-A 263/263 (100%) 214 (81%) 49 (19%)
1 63-A 263/263 (100%) 222 (84%) 41 (16%)
1 64-A 263/263 (100%) 222 (84%) 41 (16%)
1 65-A 263/263 (100%) 221 (84%) 42 (16%)
1 66-A 263/263 (100%) 225 (86%) 38 (14%)
1 67-A 263/263 (100%) 219 (83%) 44 (17%)
1 68-A 263/263 (100%) 224 (85%) 39 (15%)
1 69-A 263/263 (100%) 222 (84%) 41 (16%)
1 70-A 263/263 (100%) 211 (80%) 52 (20%)
1 71-A 263/263 (100%) 209 (80%) 54 (20%)
1 72-A 263/263 (100%) 219 (83%) 44 (17%)
1 73-A 263/263 (100%) 218 (83%) 45 (17%)
1 T4-A 263/263 (100%) 220 (84%) 43 (16%)
1 75-A 263/263 (100%) 214 (81%) 49 (19%)

All All 19725/19725 (100%) | 16533 (84%) | 3192 (16%)

5 of 3192 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 44-A | 286 LEU
1 55-A | 222 ARG
1 46-A 80 HIS
1 44-A | 262 LEU
1 50-A | 102 LYS

Percentiles

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. There are
no such sidechains identified.

5.3.3 RNA (D

There are no RNA molecules in this entry.
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

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

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 225 ligands modelled in this entry, 75 are monoatomic - leaving 150 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Bond lengths

Bond angles

Mol | Type | Chain | Res | Link Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z] > 2
2 DMS | 66-A | 401 - 3,3,3 0.75 0 3,3,3 0.84 0
2 DMS | 22-A | 401 - 3,3,3 0.76 0 3,3,3 1.87 2 (66%)
9 | DMS | 7I-A | 402 | - | 333 | 071 0 333 | 0.70 0
2 DMS | 34-A | 402 - 3,3,3 0.91 0 3,3,3 1.73 1 (33%)
2 DMS | 16-A | 401 - 3,3,3 0.91 0 3,3,3 1.72 1 (33%)
2 DMS 4-A 401 - 3,3,3 0.98 0 3,3,3 0.48 0
2 DMS | 74-A | 401 - 3,3,3 0.84 0 3,3,3 0.76 0
2 DMS | 75-A | 402 - 3,3,3 0.59 0 3,3,3 0.26 0
2 DMS | 17-A | 402 - 3,3,3 1.14 0 3,3,3 1.60 0
2 DMS 7-A 402 - 3,3,3 0.91 0 3,3,3 1.23 0
2 DMS | 49-A | 402 - 3,3,3 0.73 0 3,3,3 1.31 0
2 DMS 9-A 402 - 3,3,3 0.80 0 3,3,3 2.07 1 (33%)
2 DMS | 14-A | 401 - 3,3,3 0.94 0 3,3,3 0.74 0
2 DMS | 56-A | 401 - 3,3,3 0.96 0 3,3,3 0.62 0
2 DMS | 26-A | 401 - 3,3,3 0.81 0 3,3,3 0.72 0
2 | DMS | 64-A | 402 | - | 333 | 083 0 333 | 206 | 1(33%)
2 | DMS | 30-A | 401 | - | 333 | 058 0 333 | 1.93 | 1 (33%)
2 DMS | 60-A | 402 - 3,3,3 0.89 0 3,3,3 1.65 0
2 DMS | 47-A | 402 - 3,3,3 0.93 0 3,3,3 1.45 1 (33%)
2 DMS | 51-A | 402 - 3,3,3 0.86 0 3,3,3 0.98 0
2 DMS | 21-A | 401 - 3,3,3 0.77 0 3,3,3 1.76 0



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands

Page 66 wwPDB X-ray Structure Validation Summary Report TMHO
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | " RSz, g#m > 2 | Counts | RMSZ ¥ L4 Z| > 2
2 DMS | 72-A | 401 - 3,3,3 0.77 0 3,3,3 0.55 0
2 DMS | 61-A | 401 - 3,3,3 0.73 0 3,3,3 1.19 0
2 DMS | 70-A | 402 - 3,3,3 0.75 0 3,3,3 2.77 | 3 (100%)
2 DMS | 30-A | 402 - 3,3,3 0.77 0 3,3,3 1.19 0
2 DMS | 34-A | 401 - 3,3,3 0.76 0 3,3,3 3.16 | 3 (100%)
2 DMS | 59-A | 402 - 3,3,3 0.78 0 3,3,3 1.06 0
2 DMS | 17-A | 401 - 3,3,3 0.85 0 3,3,3 0.57 0
2 DMS 3-A 401 - 3,3,3 0.57 0 3,3,3 1.92 1 (33%)
2 DMS | 41-A | 402 - 3,3,3 0.77 0 3,3,3 1.48 1 (33%)
2 DMS | 61-A | 402 - 3,3,3 0.67 0 3,3,3 1.58 1 (33%)
2 DMS | 18-A | 401 - 3,3,3 0.90 0 3,3,3 1.41 0
2 DMS 7-A 401 - 3,3,3 0.68 0 3,3,3 1.86 1 (33%)
2 DMS | 69-A | 402 - 3,3,3 0.78 0 3,3,3 1.55 1 (33%)
2 DMS | 10-A | 401 - 3,3,3 0.91 0 3,3,3 0.59 0
2 DMS | 13-A | 402 - 3,3,3 0.87 0 3,3,3 0.65 0
2 DMS 5-A 401 - 3,3,3 0.95 0 3,3,3 0.40 0
2 DMS | 58-A | 401 - 3,3,3 0.85 0 3,3,3 3.06 | 3(100%)
2 DMS | 62-A | 401 - 3,3,3 0.72 0 3,3,3 0.78 0
2 DMS | 11-A | 401 - 3,3,3 0.79 0 3,3,3 1.04 0
2 DMS | 45-A | 401 - 3,3,3 0.99 0 3,3,3 0.52 0
2 DMS | 33-A | 401 - 3,3,3 0.71 0 3,3,3 1.30 0
2 DMS | T71-A | 401 - 3,3,3 0.84 0 3,3,3 0.93 0
2 DMS | 28-A | 402 - 3,3,3 0.74 0 3,3,3 0.37 0
2 DMS | 55-A | 401 - 3,3,3 0.84 0 3,3,3 1.68 1 (33%)
2 DMS | 40-A | 402 - 3,3,3 0.74 0 3,3,3 0.97 0
2 DMS | 39-A | 402 - 3,3,3 0.82 0 3,3,3 0.91 0
2 DMS | 73-A | 401 - 3,3,3 0.72 0 3,3,3 0.98 0
2 DMS | 67-A | 402 - 3,3,3 0.69 0 3,3,3 0.47 0
2 DMS | 69-A | 401 - 3,3,3 0.88 0 3,3,3 1.14 0
2 DMS | 27-A | 401 - 3,3,3 0.73 0 3,3,3 1.07 0
2 DMS 6-A 402 - 3,3,3 0.63 0 3,3,3 1.28 0
2 DMS | 19-A | 401 - 3,3,3 0.83 0 3,3,3 0.68 0
2 DMS | 60-A | 401 - 3,3,3 0.77 0 3,3,3 0.81 0
2 DMS | 64-A | 401 - 3,3,3 0.79 0 3,3,3 1.81 1 (33%)
2 DMS | 50-A | 402 - 3,3,3 0.89 0 3,3,3 1.51 0
2 DMS | 25-A | 401 - 3,3,3 0.84 0 3,3,3 0.74 0
2 DMS | 63-A | 402 - 3,3,3 0.74 0 3,3,3 0.80 0
2 DMS | 46-A | 402 - 3,3,3 0.98 0 3,3,3 1.98 1 (33%)
2 DMS | 48-A | 402 - 3,3,3 0.81 0 3,3,3 1.36 0
2 DMS | 15-A | 401 - 3,3,3 1.02 0 3,3,3 2.11 2 (66%)
$roe
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Mol | Type | Chain | Res | Link | o' RMSZ | #(2] > 2 | Counts | RMSZ | #/7] > 2
2 DMS 8-A 401 - 3,3,3 0.97 0 3,3,3 0.82 0
2 DMS | 68-A | 401 - 3,3,3 0.77 0 3,3,3 1.35 1 (33%)
2 DMS | 52-A | 401 - 3,3,3 0.91 0 3,3,3 1.58 1 (33%)
2 DMS | 27-A | 402 - 3,3,3 0.73 0 3,3,3 0.82 0
2 DMS | 25-A | 402 - 3,3,3 1.03 0 3,3,3 1.05 0
2 DMS 2-A 402 - 3,3,3 0.74 0 3,3,3 1.51 1 (33%)
2 DMS | 41-A | 401 - 3,3,3 0.77 0 3,3,3 1.39 0
2 DMS | 40-A | 401 - 3,3,3 0.95 0 3,3,3 0.60 0
2 DMS | 56-A | 402 - 3,3,3 0.70 0 3,3,3 0.53 0
2 DMS | 49-A | 401 - 3,3,3 0.62 0 3,3,3 1.00 0
2 DMS | 37-A | 401 - 3,3,3 0.71 0 3,3,3 1.36 0
2 DMS | 44-A | 402 - 3,3,3 0.70 0 3,3,3 1.22 0
2 DMS | 42-A | 401 - 3,3,3 0.79 0 3,3,3 0.61 0
2 DMS | 67-A | 401 - 3,3,3 0.84 0 3,3,3 1.12 0
2 DMS | 24-A | 402 - 3,3,3 0.78 0 3,3,3 0.75 0
2 DMS | 59-A | 401 - 3,3,3 0.78 0 3,3,3 0.55 0
2 DMS | 20-A | 402 - 3,3,3 0.86 0 3,3,3 1.02 0
2 DMS | 23-A | 401 - 3,3,3 0.89 0 3,3,3 0.45 0
2 DMS | 22-A | 402 - 3,3,3 0.79 0 3,3,3 2.53 2 (66%)
2 DMS | 72-A | 402 - 3,3,3 0.62 0 3,3,3 1.00 0
2 DMS | 38-A | 402 - 3,3,3 0.88 0 3,3,3 1.02 0
2 DMS | 29-A | 402 - 3,3,3 0.87 0 3,3,3 2.87 2 (66%)
2 DMS | 31-A | 402 - 3,3,3 0.70 0 3,3,3 1.12 0
2 DMS | 35-A | 401 - 3,3,3 0.71 0 3,3,3 1.17 0
2 DMS 6-A 401 - 3,3,3 0.55 0 3,3,3 0.94 0
2 DMS | 28-A | 401 - 3,3,3 0.73 0 3,3,3 0.85 0
2 DMS | 46-A | 401 - 3,3,3 0.93 0 3,3,3 1.30 1 (33%)
2 DMS | 48-A | 401 - 3,3,3 0.76 0 3,3,3 1.17 0
2 DMS | 20-A | 401 - 3,3,3 0.64 0 3,3,3 1.14 0
2 DMS | 10-A | 402 - 3,3,3 0.77 0 3,3,3 1.17 0
2 DMS | 35-A | 402 - 3,3,3 0.74 0 3,3,3 0.94 0
2 DMS | 36-A | 402 - 3,3,3 0.91 0 3,3,3 2.06 1 (33%)
2 DMS | 47-A | 401 - 3,3,3 0.78 0 3,3,3 0.48 0
2 DMS | 12-A | 402 - 3,3,3 0.83 0 3,3,3 1.06 0
2 DMS | 55-A | 402 - 3,3,3 0.54 0 3,3,3 1.29 0
2 DMS | 43-A | 402 - 3,3,3 0.66 0 3,3,3 1.33 0
2 DMS 5-A 402 - 3,3,3 0.69 0 3,3,3 1.97 1 (33%)
2 DMS | 75-A | 401 - 3,3,3 0.78 0 3,3,3 1.12 0
2 DMS | 58-A | 402 - 3,3,3 0.76 0 3,3,3 1.89 2 (66%)
2 DMS | 42-A | 402 - 3,3,3 0.68 0 3,3,3 0.52 0
2 DMS | 53-A | 401 - 3,3,3 0.85 0 3,3,3 1.20 0
sPrpe
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Mol | Type | Chain | Res | Link | | " RSz, g#m > 2 | Counts | RMSZ | #|Z| > 2
2 DMS | 51-A | 401 - 3,3,3 0.79 0 3,3,3 3.08 2 (66%)
2 DMS 11-A | 402 - 3,3,3 0.84 0 3,3,3 0.87 0
2 DMS | 45-A | 402 - 3,3,3 0.82 0 3,3,3 1.25 1 (33%)
2 DMS | 62-A | 402 - 3,3,3 0.79 0 3,3,3 1.05 0
2 DMS | 33-A | 402 - 3,3,3 0.74 0 3,3,3 1.29 1 (33%)
2 DMS | 66-A | 402 - 3,3,3 0.61 0 3,3,3 1.55 1 (33%)
2 DMS 1-A 401 - 3,3,3 0.82 0 3,3,3 1.86 1 (33%)
2 DMS | 50-A | 401 - 3,3,3 0.83 0 3,3,3 1.20 0
2 DMS | 70-A | 401 - 3,3,3 0.62 0 3,3,3 0.11 0
2 DMS | 74-A | 402 - 3,3,3 0.79 0 3,3,3 1.12 0
2 DMS | 23-A | 402 - 3,3,3 0.74 0 3,3,3 0.42 0
2 DMS | 32-A | 402 - 3,3,3 0.66 0 3,3,3 0.54 0
2 DMS | 63-A | 401 - 3,3,3 0.67 0 3,3,3 0.87 0
2 DMS | 73-A | 402 - 3,3,3 0.88 0 3,3,3 0.34 0
2 DMS | 44-A | 401 - 3,3,3 0.93 0 3,3,3 0.66 0
2 DMS | 32-A | 401 - 3,3,3 0.73 0 3,3,3 2.56 2 (66%)
2 DMS | 24-A | 401 - 3,3,3 0.79 0 3,3,3 0.92 0
2 DMS 13-A | 401 - 3,3,3 0.93 0 3,3,3 2.23 2 (66%)
2 DMS 1-A 402 - 3,3,3 0.74 0 3,3,3 1.82 1 (33%)
2 DMS | 43-A | 401 - 3,3,3 0.67 0 3,3,3 1.69 1 (33%)
2 DMS | 26-A | 402 - 3,3,3 0.83 0 3,3,3 0.37 0
2 DMS | 53-A | 402 - 3,3,3 0.85 0 3,3,3 0.68 0
2 DMS | 54-A | 402 - 3,3,3 0.85 0 3,3,3 0.67 0
2 DMS | 54-A | 401 - 3,3,3 0.89 0 3,3,3 0.50 0
2 DMS | 36-A | 401 - 3,3,3 0.76 0 3,3,3 0.59 0
2 DMS 16-A | 402 - 3,3,3 0.69 0 3,3,3 0.75 0
2 DMS 19-A | 402 - 3,3,3 0.81 0 3,3,3 1.08 0
2 DMS | 57-A | 401 - 3,3,3 0.70 0 3,3,3 1.18 0
2 DMS | 38-A | 401 - 3,3,3 0.82 0 3,3,3 0.96 0
2 DMS 4-A 402 - 3,3,3 0.75 0 3,3,3 1.15 0
2 DMS | 29-A | 401 - 3,3,3 0.87 0 3,3,3 1.04 0
2 DMS | 31-A | 401 - 3,3,3 0.80 0 3,3,3 0.60 0
2 DMS 14-A | 402 - 3,3,3 0.67 0 3,3,3 0.90 0
2 DMS 3-A 402 - 3,3,3 0.76 0 3,3,3 0.79 0
2 DMS | 52-A | 402 - 3,3,3 0.65 0 3,3,3 2.02 1 (33%)
2 DMS | 68-A | 402 - 3,3,3 0.76 0 3,3,3 1.28 0
2 DMS 18-A | 402 - 3,3,3 0.61 0 3,3,3 1.91 1 (33%)
2 DMS | 21-A | 402 - 3,3,3 0.91 0 3,3,3 1.24 0
2 DMS | 39-A | 401 - 3,3,3 0.84 0 3,3,3 1.56 0
2 DMS | 65-A | 401 - 3,3,3 0.81 0 3,3,3 1.08 0
gPDB
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Mol | Type | Chain | Res | Link | " RMS7Z [ (7] > 2 | Counts | RMSZ | #|2| > 2

2 DMS 2-A 401 - 3,3,3 0.83 0 3,3,3 0.88 0
2 DMS | 15-A | 402 - 3,3,3 0.66 0 3,3,3 1.28 0
2 DMS 8-A 402 - 3,3,3 0.73 0 3,3,3 1.66 1 (33%)
2 DMS | 37-A | 402 - 3,3,3 0.87 0 3,3,3 1.48 1 (33%)
2 DMS | 12-A | 401 - 3,3,3 0.59 0 3,3,3 1.42 0
2 DMS 9-A 401 - 3,3,3 0.96 0 3,3,3 0.92 0
2 DMS | 65-A | 402 - 3,3,3 0.60 0 3,3,3 0.45 0
2 DMS | 57-A | 402 - 3,3,3 0.86 0 3,3,3 1.06 0

There are no bond length outliers.

The worst 5 of 55 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(®) | Ideal(°)

2 29-A | 402 | DMS | O-S-C2 | 3.69 125.38 106.54
2 34-A | 401 | DMS | O-S-C2 | 3.64 125.09 106.54
2 32-A | 401 | DMS | O-S-C1 | 3.61 124.95 106.54
2 51-A | 401 | DMS | O-S-C2 | 3.60 124.91 106.54
2 51-A | 401 | DMS | C2-S-C1 | 3.46 116.25 98.44

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ>| #RSRZ>2 |OWAB(A?) | Q<0.9
1 | 1A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1| 2A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 3-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 4A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 5A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 6-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 7-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 8A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 9A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 10-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 11-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 12-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 13-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 14-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 15A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 16-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 17-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 18A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 19-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 20-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 21-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 22A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 23-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 | 24-A | 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1 25-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 26-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 27-A 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 28-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 29-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 30-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 31-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 32-A 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 33-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 34-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 35-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 36-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 37-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 38-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 39-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 40-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 41-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 42-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 43-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 44-A 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 45-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 46-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 47-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 48-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 49-A 306/306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 50-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 51-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 52-A 306,306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 53-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)
1 54-A 306/306 (100%) 0.62 32, 37, 45, 48 | 306 (100%)
1 55-A 306,306 (100%) 0.62 32, 37, 45,48 | 306 (100%)

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1 | 56-A 306,/306 (100%) 0.62 30 (9%) 32, 37, 45, 48 | 306 (100%)
1 | 57-A 306,/306 (100%) 0.62 30 (9%) 32, 37, 45, 48 | 306 (100%)
1 | 58A 306,/306 (100%) 0.62 30 (9%) 32, 37, 45, 48 | 306 (100%)
1 | 59-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | 60-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | 61-A 306,/306 (100%) 0.62 30 (9%) |E 32,37, 45, 48 | 306 (100%)
1 | 62-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | 63-A 306,/306 (100%) 0.62 30 (9%) |E 32,37, 45, 48 | 306 (100%)
1 | 64-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | 65-A 306,/306 (100%) 0.62 30 (9%) |ﬂ 32, 37, 45, 48 | 306 (100%)
1 | 66-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | 67-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | 68-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | 69-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | 70-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | TI-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 | 72-A 306,/306 (100%) 0.62 30 (9%) |B 32, 37, 45, 48 | 306 (100%)
1 | 73-A 306,/306 (100%) 0.62 30 (9%) |E 32,37, 45, 48 | 306 (100%)
1 | T4A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
1 75-A 306,/306 (100%) 0.62 30 (9%) |E 32, 37, 45, 48 | 306 (100%)
All | ALl | 22950/22950 (100%) 0.62 2250 (9%) Elﬂ 32, 37, 45, 48 | 22950 (100%)

The worst 5 of 2250 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 1-A 302 | GLY 24.8
1 2-A 302 | GLY 24.8
1 3-A 302 | GLY 24.8
1 4-A 302 | GLY 24.8
1 5-A 302 | GLY 24.8

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

There are no non-standard protein/DNA/RNA residues in this entry.
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6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 DMS 1-A 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 2-A 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 3-A 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 4-A 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 5-A 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 6-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS 7-A 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 8A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 | DMS | 9A | 401 | 4/4 012 | 142 | 32,33,33,34 10
2 DMS 10-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 11-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 12-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 13-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS 14-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | I5A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 | DMS | 16-A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS 17-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 18-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 19-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 20-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS | 21-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 222A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 | DMS | 23A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS | 24-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS | 25-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 26-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 27-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS | 28-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 29°A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 | DMS | 30-A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS | 31-A | 401 4/4 0.12 1.42 32,33,33,34 10

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 DMS 32-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 33-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 34-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS | 35-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 36-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 37-A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS | 38-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 39-A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS 40-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 41-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS | 42-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 43-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 44-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS | 45-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS | 46-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 47-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 48-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS | 49-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 50-A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 | DMS | 5L-A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS | 52-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 53A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS 54-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 55-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS | 56-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 57-A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 | DMS | 58A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS | 59-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 60-A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS 61-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 62-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS | 63-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | G64A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 | DMS | 65A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 DMS | 66-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS | 67-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 68-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 69-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS | 70-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 7LA | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
2 | DMS | 72A | 401 | 4/4 0.12 | 142 | 32,33,33,34 10
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 DMS | 73-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 DMS 74-A | 401 4/4 0.12 1.42 32,33,33,34 10
2 | DMS | 75-A | 401 | 4/4 0.12 | 142 | 32333334 10
2 DMS 1-A 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS 2-A 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 3-A | 402 | 4/4 0.60 | 0.64 | 34.3535.35 10
2 DMS | 4-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS 5-A 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS 6-A 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 7-A | 402 | 4/4 0.60 | 0.64 | 34,3535,35 10
2 DMS 8-A 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS 9-A 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS 10-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 11-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS 12-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS 13-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 14-A | 402 | 4/4 0.60 | 0.64 | 34,3535,35 10
2 DMS | 15-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS 16-A | 402 4/4 0.60 0.64 34,35,35,35 10
29 | DMS | 17-A | 402 | 4/4 0.60 | 0.64 | 34.3535.35 10
2 DMS | 18-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS 19-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 20-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 21-A | 402 | 4/4 0.60 | 0.64 | 34,35,35,35 10
2 DMS | 22-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 23-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 24-A | 402 | 4/4 0.60 | 0.64 | 34353535 10
2 DMS | 25-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 26-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 27-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 28-A | 402 | 4/4 0.60 | 0.64 | 34,3535,35 10
2 DMS | 29-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 30-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 31-A | 402 | 4/4 0.60 | 0.64 | 34.3535.35 10
2 DMS | 32-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 33-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 34-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 35-A | 402 | 4/4 0.60 | 0.64 | 34,35,35,35 10
2 DMS | 36-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 37-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 38-A | 402 4/4 0.60 0.64 34,35,35,35 10
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 DMS | 39-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 40-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 41-A | 402 | 4/4 0.60 | 0.64 | 34,3535,35 10
2 DMS | 42-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 43-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 44-A | 402 | 4/4 0.60 | 0.64 | 34.3535.35 10
2 DMS | 45-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 46-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 47-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 48-A | 402 | 4/4 0.60 | 0.64 | 34,3535,35 10
2 DMS | 49-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 50-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 51-A | 402 | 4/4 0.60 | 0.64 | 34353535 10
2 DMS | 52-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 53-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 54-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 55-A | 402 | 4/4 0.60 | 0.64 | 34,3535,35 10
2 DMS | 56-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 57-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 58-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 59-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 60-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 61-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 62-A | 402 | 4/4 0.60 | 0.64 | 34,35,35,35 10
2 DMS | 63-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 64-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 65-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 66-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 67-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 68-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 | DMS | 69-A | 402 | 4/4 0.60 | 0.64 | 34,3535,35 10
2 DMS | 70-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | T71-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 72-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 73-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 74-A | 402 4/4 0.60 0.64 34,35,35,35 10
2 DMS | 75-A | 402 4/4 0.60 0.64 34,35,35,35 10
3 ZN 1-A 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 2-A 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 3-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 4-A | 403 1/1 0.93 0.38 35,35,35,35 1
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 ZN 5-A 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 6-A 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 7-A 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 8-A 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 9-A 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 10-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 11-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 12-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 13-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 14-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 15-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 16-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 17-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 18-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 19-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 20-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 21-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 22-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 23-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 24-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 25-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 26-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 27-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 28-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 29-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 30-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 31-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 32-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 33-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 34-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 35-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 36-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 37-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 38-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 39-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 40-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 41-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 42-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 43-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 44-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 45-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 46-A | 403 1/1 0.93 0.38 35,35,35,35 1
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 ZN 47-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 48-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 49-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 50-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 51-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 52-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 53-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 54-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 55-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 56-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 57-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 58-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 59-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 60-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 61-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 62-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 63-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 64-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 65-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 66-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 67-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 68-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 69-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 70-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 71-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 72-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 73-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 74-A | 403 1/1 0.93 0.38 35,35,35,35 1
3 ZN 75-A | 403 1/1 0.93 0.38 35,35,35,35 1

6.5 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands

	Overall quality at a glance
	Entry composition
	Residue-property plots
	Data and refinement statistics
	Model quality
	Standard geometry
	Too-close contacts
	Torsion angles
	Protein backbone
	Protein sidechains
	RNA

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

	Fit of model and data i 
	Protein, DNA and RNA chains i 
	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligands i 
	Other polymers i 


