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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 4.30 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
Rfree I] - 0.285

Clashscore 0 Il (6
Ramachandran outliers 0 I 1.7%

I 14.8%

Sidechain outliers

RSRZ outliers NN 0.3%
Worse Better
B Percentile relative to all X-ray structures
[] Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 180053 1052 (4.70-3.90)
Clashscore 190562 1097 (4.70-3.90)
Ramachandran outliers 187476 1001 (4.70-3.90)
Sidechain outliers 187428 1007 (4.72-3.88)
RSRZ outliers 180081 1049 (4.70-3.90)

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 A 1357 52% 28% 7% . 12%
1 B 1357 51% 28% 6% - 14%
1 C 1357 50% 29% 6% - 13%
1 D 1357 52% 28% 6% - 13%
1 E 1357 50% 28% 6% - 14%

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK


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

Page 3

Full wwPDB X-ray Structure Validation Report

3CMV

Continued from previous page...

Mol | Chain | Length Quality of chain
1 F 1357 51% 29% 6% - 13%
1 G 1357 51% 28% 6% - 14%
1 H 1357 51% 28% 1% - 14%

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-

Iria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 ANP A 1400 X - - -
3 ANP A 2400 X - - -
3 ANP A 3400 X - - -
3 ANP A 400 X - - -
3 ANP B 1400 X - - -
3 ANP B 2400 X - - -
3 ANP B 3400 X - - -
3 ANP B 400 X - - -
3 ANP C 1400 X - - -
3 ANP C 2400 X - - -
3 ANP C 3400 X - - -
3 ANP C 400 X - - -
3 ANP D 1400 X - - -
3 ANP D 2400 X - - -
3 ANP D 3400 X - - -
3 ANP D 400 X - - -
3 ANP E 1400 X - - -
3 ANP E 2400 X - - -
3 ANP E 3400 X - - -
3 ANP E 400 X - - -
3 ANP F 1400 X - - -
3 ANP F 2400 X - - -
3 ANP F 3400 X - - -
3 ANP F 400 X - - -
3 ANP G 1400 X - - -
3 ANP G 2400 X - - -
3 ANP G 3400 X - - -
3 ANP G 400 X - - -
3 ANP H 1400 X - - -
3 ANP H 2400 X - - -
3 ANP H 3400 X - - -
3 ANP H 400 X - - -
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 71761 atoms, of which 0
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 Protein recA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 1190 8970 5660 1553 1719 38 0 0 0

Total C N O S
1 B 1163 8769 5538 1519 1677 35 0 0 0

Total C N O S
1 C 175 8856 5587 1533 1700 36 0 0 0

Total C N O S
1 b 75 8856 5587 1533 1700 36 0 0 0

Total C N O S
1 b 1165 787 5548 1521 1683 35 0 0 0

Total C N O S
1 F 75 8856 5587 1533 1700 36 0 0 0

Total C N O S
1 G 1167 799 5554 1523 1687 35 0 0 0

Total C N O S
1 H e 8844 5581 1531 1696 36 0 0 0

There are 400 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 26 GLY - linker UNP POA7G6
A 27 ALA - linker UNP POA7TG6
A 28 MET - linker UNP POA7TG6
A 29 HIS - linker UNP POA7TG6
A 986 THR - linker UNP POA7G6
A 987 GLY - linker UNP POA7G6
A 988 SER - linker UNP POA7G6
A 989 THR - linker UNP POA7TG6
A 990 GLY - linker UNP POA7G6
A 991 SER - linker UNP POA7G6
A 992 GLY - linker UNP POA7G6
A 993 THR - linker UNP POA7G6
A 994 THR - linker UNP POA7G6

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
A 995 GLY - linker UNP POA7TG6
A 996 SER - linker UNP POA7G6
A 997 THR - linker UNP POA7G6
A 998 GLY - linker UNP POA7G6
A 999 SER - linker UNP POA7G6
A 1000 MET - linker UNP POA7G6
A 1986 THR - linker UNP POA7G6
A 1987 GLY - linker UNP POA7G6
A 1988 SER - linker UNP POA7G6
A 1989 THR - linker UNP POA7TG6
A 1990 GLY - linker UNP POA7G6
A 1991 SER - linker UNP POA7G6
A 1992 MET - linker UNP POA7G6
A 1993 GLY - linker UNP POA7G6
A 1994 HIS - linker UNP POA7G6
A 1995 THR - linker UNP POA7TG6
A 1996 THR - linker UNP POA7G6
A 1997 GLY - linker UNP POA7G6
A 1998 SER - linker UNP POA7G6
A 1999 MET - linker UNP POA7G6
A 2000 SER - linker UNP POA7G6
A 2985 THR - linker UNP POA7TG6
A 2986 GLY - linker UNP POA7TG6
A 2987 SER - linker UNP POA7G6
A 2988 THR - linker UNP POA7G6
A 2989 GLY - linker UNP POA7G6
A 2990 SER - linker UNP POA7G6
A 2991 ALA - linker UNP POA7G6
A 2992 SER - linker UNP POA7G6
A 2993 GLY - linker UNP POA7TG6
A 2994 SER - linker UNP POA7G6
A 2995 SER - linker UNP POA7G6
A 2996 THR - linker UNP POA7G6
A 2997 GLY - linker UNP POA7TG6
A 2998 SER - linker UNP POA7G6
A 2999 MET - linker UNP POA7TG6
A 3000 SER - linker UNP POA7G6
B 26 GLY - linker UNP POA7G6
B 27 ALA - linker UNP POA7G6
B 28 MET - linker UNP POA7G6
B 29 HIS - linker UNP POA7G6
B 986 THR - linker UNP POA7G6

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
B 987 GLY - linker UNP POA7TG6
B 988 SER - linker UNP POA7G6
B 989 THR - linker UNP POA7G6
B 990 GLY - linker UNP POA7G6
B 991 SER - linker UNP POA7G6
B 992 GLY - linker UNP POA7G6
B 993 THR - linker UNP POA7G6
B 994 THR - linker UNP POA7G6
B 995 GLY - linker UNP POA7G6
B 996 SER - linker UNP POA7TG6
B 997 THR - linker UNP POA7G6
B 998 GLY - linker UNP POA7G6
B 999 SER - linker UNP POA7G6
B 1000 MET - linker UNP POA7G6
B 1986 THR - linker UNP POA7G6
B 1987 GLY - linker UNP POA7TG6
B 1988 SER - linker UNP POA7G6
B 1989 THR - linker UNP POA7G6
B 1990 GLY - linker UNP POA7G6
B 1991 SER - linker UNP POA7G6
B 1992 MET - linker UNP POA7G6
B 1993 GLY - linker UNP POA7TG6
B 1994 HIS - linker UNP POA7TG6
B 1995 THR - linker UNP POA7G6
B 1996 THR - linker UNP POA7G6
B 1997 GLY - linker UNP POA7G6
B 1998 SER - linker UNP POA7G6
B 1999 MET - linker UNP POA7G6
B 2000 SER - linker UNP POA7G6
B 2985 THR - linker UNP POA7TG6
B 2986 GLY - linker UNP POA7G6
B 2987 SER - linker UNP POA7G6
B 2988 THR - linker UNP POA7G6
B 2989 GLY - linker UNP POA7TG6
B 2990 SER - linker UNP POA7G6
B 2991 ALA - linker UNP POA7TG6
B 2992 SER - linker UNP POA7G6
B 2993 GLY - linker UNP POA7G6
B 2994 SER - linker UNP POA7G6
B 2995 SER - linker UNP POA7G6
B 2996 THR - linker UNP POA7G6
B 2997 GLY - linker UNP POA7G6

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
B 2998 SER - linker UNP POA7TG6
B 2999 MET - linker UNP POA7G6
B 3000 SER - linker UNP POA7G6
C 26 GLY - linker UNP POA7G6
C 27 ALA - linker UNP POA7G6
C 28 MET - linker UNP POA7G6
C 29 HIS - linker UNP POA7G6
C 986 THR - linker UNP POA7G6
C 987 GLY - linker UNP POA7G6
C 988 SER - linker UNP POA7TG6
C 989 THR - linker UNP POA7G6
C 990 GLY - linker UNP POA7G6
C 991 SER - linker UNP POA7G6
C 992 GLY - linker UNP POA7G6
C 993 THR - linker UNP POA7G6
C 994 THR - linker UNP POA7TG6
C 995 GLY - linker UNP POA7G6
C 996 SER - linker UNP POA7G6
C 997 THR - linker UNP POA7G6
C 998 GLY - linker UNP POA7G6
C 999 SER - linker UNP POA7G6
C 1000 MET - linker UNP POA7TG6
C 1986 THR - linker UNP POA7TG6
C 1987 GLY - linker UNP POA7G6
C 1988 SER - linker UNP POA7G6
C 1989 THR - linker UNP POA7G6
C 1990 GLY - linker UNP POA7G6
C 1991 SER - linker UNP POA7G6
C 1992 MET - linker UNP POA7G6
C 1993 GLY - linker UNP POA7TG6
C 1994 HIS - linker UNP POA7G6
C 1995 THR - linker UNP POA7G6
C 1996 THR - linker UNP POA7G6
C 1997 GLY - linker UNP POA7TG6
C 1998 SER - linker UNP POA7G6
C 1999 MET - linker UNP POA7TG6
C 2000 SER - linker UNP POA7G6
C 2985 THR - linker UNP POA7G6
C 2986 GLY - linker UNP POA7G6
C 2987 SER - linker UNP POA7G6
C 2988 THR - linker UNP POA7G6
C 2989 GLY - linker UNP POA7G6

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
C 2990 SER - linker UNP POA7TG6
C 2991 ALA - linker UNP POA7G6
C 2992 SER - linker UNP POA7G6
C 2993 GLY - linker UNP POA7G6
C 2994 SER - linker UNP POA7G6
C 2995 SER - linker UNP POA7G6
C 2996 THR - linker UNP POA7G6
C 2997 GLY - linker UNP POA7G6
C 2998 SER - linker UNP POA7G6
C 2999 MET - linker UNP POA7TG6
C 3000 SER - linker UNP POA7G6
D 26 GLY - linker UNP POA7G6
D 27 ALA - linker UNP POA7G6
D 28 MET - linker UNP POA7G6
D 29 HIS - linker UNP POA7G6
D 986 THR - linker UNP POA7TG6
D 987 GLY - linker UNP POA7G6
D 988 SER - linker UNP POA7G6
D 989 THR - linker UNP POA7G6
D 990 GLY - linker UNP POA7G6
D 991 SER - linker UNP POA7G6
D 992 GLY - linker UNP POA7TG6
D 993 THR - linker UNP POA7TG6
D 994 THR - linker UNP POA7G6
D 995 GLY - linker UNP POA7G6
D 996 SER - linker UNP POA7G6
D 997 THR - linker UNP POA7G6
D 998 GLY - linker UNP POA7G6
D 999 SER - linker UNP POA7G6
D 1000 MET - linker UNP POA7TG6
D 1986 THR - linker UNP POA7G6
D 1987 GLY - linker UNP POA7G6
D 1988 SER - linker UNP POA7G6
D 1989 THR - linker UNP POA7TG6
D 1990 GLY - linker UNP POA7G6
D 1991 SER - linker UNP POA7TG6
D 1992 MET - linker UNP POA7G6
D 1993 GLY - linker UNP POA7G6
D 1994 HIS - linker UNP POA7G6
D 1995 THR - linker UNP POA7G6
D 1996 THR - linker UNP POA7G6
D 1997 GLY - linker UNP POA7G6

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
D 1998 SER - linker UNP POA7TG6
D 1999 MET - linker UNP POA7G6
D 2000 SER - linker UNP POA7G6
D 2985 THR - linker UNP POA7G6
D 2986 GLY - linker UNP POA7G6
D 2987 SER - linker UNP POA7G6
D 2988 THR - linker UNP POA7G6
D 2989 GLY - linker UNP POA7G6
D 2990 SER - linker UNP POA7G6
D 2991 ALA - linker UNP POA7TG6
D 2992 SER - linker UNP POA7G6
D 2993 GLY - linker UNP POA7G6
D 2994 SER - linker UNP POA7G6
D 2995 SER - linker UNP POA7G6
D 2996 THR - linker UNP POA7G6
D 2997 GLY - linker UNP POA7TG6
D 2998 SER - linker UNP POA7G6
D 2999 MET - linker UNP POA7G6
D 3000 SER - linker UNP POA7G6
E 26 GLY - linker UNP POA7G6
E 27 ALA - linker UNP POA7G6
E 28 MET - linker UNP POA7TG6
E 29 HIS - linker UNP POA7TG6
E 986 THR - linker UNP POA7G6
E 987 GLY - linker UNP POA7G6
E 988 SER - linker UNP POA7G6
E 989 THR - linker UNP POA7G6
E 990 GLY - linker UNP POA7G6
E 991 SER - linker UNP POA7G6
E 992 GLY - linker UNP POA7TG6
E 993 THR - linker UNP POA7G6
E 994 THR - linker UNP POA7G6
E 995 GLY - linker UNP POA7G6
E 996 SER - linker UNP POA7TG6
E 997 THR - linker UNP POA7G6
E 998 GLY - linker UNP POA7TG6
E 999 SER - linker UNP POA7G6
E 1000 MET - linker UNP POA7G6
E 1986 THR - linker UNP POA7G6
E 1987 GLY - linker UNP POA7G6
E 1988 SER - linker UNP POA7G6
E 1989 THR - linker UNP POA7G6

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
E 1990 GLY - linker UNP POA7TG6
E 1991 SER - linker UNP POA7G6
E 1992 MET - linker UNP POA7G6
E 1993 GLY - linker UNP POA7G6
E 1994 HIS - linker UNP POA7G6
E 1995 THR - linker UNP POA7G6
E 1996 THR - linker UNP POA7G6
E 1997 GLY - linker UNP POA7G6
E 1998 SER - linker UNP POA7G6
E 1999 MET - linker UNP POA7TG6
E 2000 SER - linker UNP POA7G6
E 2985 THR - linker UNP POA7G6
E 2986 GLY - linker UNP POA7G6
E 2987 SER - linker UNP POA7G6
E 2988 THR - linker UNP POA7G6
E 2989 GLY - linker UNP POA7TG6
E 2990 SER - linker UNP POA7G6
E 2991 ALA - linker UNP POA7G6
E 2992 SER - linker UNP POA7G6
E 2993 GLY - linker UNP POA7G6
E 2994 SER - linker UNP POA7G6
E 2995 SER - linker UNP POA7TG6
E 2996 THR - linker UNP POA7TG6
E 2997 GLY - linker UNP POA7G6
E 2998 SER - linker UNP POA7G6
E 2999 MET - linker UNP POA7G6
E 3000 SER - linker UNP POA7G6
F 26 GLY - linker UNP POA7G6
F 27 ALA - linker UNP POA7G6
F 28 MET - linker UNP POA7TG6
F 29 HIS - linker UNP POA7G6
F 986 THR - linker UNP POA7G6
F 987 GLY - linker UNP POA7G6
F 988 SER - linker UNP POA7TG6
F 989 THR - linker UNP POA7G6
F 990 GLY - linker UNP POA7TG6
F 991 SER - linker UNP POA7G6
F 992 GLY - linker UNP POA7G6
F 993 THR - linker UNP POA7G6
F 994 THR - linker UNP POA7G6
F 995 GLY - linker UNP POA7G6
F 996 SER - linker UNP POA7G6

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
F 997 THR - linker UNP POA7TG6
F 998 GLY - linker UNP POA7G6
F 999 SER - linker UNP POA7G6
F 1000 MET - linker UNP POA7G6
F 1986 THR - linker UNP POA7G6
F 1987 GLY - linker UNP POA7G6
F 1988 SER - linker UNP POA7G6
F 1989 THR - linker UNP POA7G6
F 1990 GLY - linker UNP POA7G6
F 1991 SER - linker UNP POA7TG6
F 1992 MET - linker UNP POA7G6
F 1993 GLY - linker UNP POA7G6
F 1994 HIS - linker UNP POA7G6
F 1995 THR - linker UNP POA7G6
F 1996 THR - linker UNP POA7G6
F 1997 GLY - linker UNP POA7TG6
F 1998 SER - linker UNP POA7G6
F 1999 MET - linker UNP POA7G6
F 2000 SER - linker UNP POA7G6
F 2985 THR - linker UNP POA7G6
F 2986 GLY - linker UNP POA7G6
F 2987 SER - linker UNP POA7TG6
F 2988 THR - linker UNP POA7TG6
F 2989 GLY - linker UNP POA7G6
F 2990 SER - linker UNP POA7G6
F 2991 ALA - linker UNP POA7G6
F 2992 SER - linker UNP POA7G6
F 2993 GLY - linker UNP POA7G6
F 2994 SER - linker UNP POA7G6
F 2995 SER - linker UNP POA7TG6
F 2996 THR - linker UNP POA7G6
F 2997 GLY - linker UNP POA7G6
F 2998 SER - linker UNP POA7G6
F 2999 MET - linker UNP POA7TG6
F 3000 SER - linker UNP POA7G6
G 26 GLY - linker UNP POA7TG6
G 27 ALA - linker UNP POA7G6
G 28 MET - linker UNP POA7G6
G 29 HIS - linker UNP POA7G6
G 986 THR - linker UNP POA7G6
G 987 GLY - linker UNP POA7G6
G 988 SER - linker UNP POA7G6

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
G 989 THR - linker UNP POA7TG6
G 990 GLY - linker UNP POA7G6
G 991 SER - linker UNP POA7G6
G 992 GLY - linker UNP POA7G6
G 993 THR - linker UNP POA7G6
G 994 THR - linker UNP POA7G6
G 995 GLY - linker UNP POA7G6
G 996 SER - linker UNP POA7G6
G 997 THR - linker UNP POA7G6
G 998 GLY - linker UNP POA7TG6
G 999 SER - linker UNP POA7G6
G 1000 MET - linker UNP POA7G6
G 1986 THR - linker UNP POA7G6
G 1987 GLY - linker UNP POA7G6
G 1988 SER - linker UNP POA7G6
G 1989 THR - linker UNP POA7TG6
G 1990 GLY - linker UNP POA7G6
G 1991 SER - linker UNP POA7G6
G 1992 MET - linker UNP POA7G6
G 1993 GLY - linker UNP POA7G6
G 1994 HIS - linker UNP POA7G6
G 1995 THR - linker UNP POA7TG6
G 1996 THR - linker UNP POA7TG6
G 1997 GLY - linker UNP POA7G6
G 1998 SER - linker UNP POA7G6
G 1999 MET - linker UNP POA7G6
G 2000 SER - linker UNP POA7G6
G 2985 THR - linker UNP POA7G6
G 2986 GLY - linker UNP POA7G6
G 2987 SER - linker UNP POA7TG6
G 2988 THR - linker UNP POA7G6
G 2989 GLY - linker UNP POA7G6
G 2990 SER - linker UNP POA7G6
G 2991 ALA - linker UNP POA7TG6
G 2992 SER - linker UNP POA7G6
G 2993 GLY - linker UNP POA7TG6
G 2994 SER - linker UNP POA7G6
G 2995 SER - linker UNP POA7G6
G 2996 THR - linker UNP POA7G6
G 2997 GLY - linker UNP POA7G6
G 2998 SER - linker UNP POA7G6
G 2999 MET - linker UNP POA7G6

Continued on next page...



Page 13

Full wwPDB X-ray Structure Validation Report

3CMV

Continued from previous page...

Chain | Residue | Modelled | Actual | Comment Reference
G 3000 SER - linker UNP POA7TG6
H 26 GLY - linker UNP POA7G6
H 27 ALA - linker UNP POA7G6
H 28 MET - linker UNP POA7G6
H 29 HIS - linker UNP POA7G6
H 986 THR - linker UNP POA7G6
H 987 GLY - linker UNP POA7G6
H 988 SER - linker UNP POA7G6
H 989 THR - linker UNP POA7G6
H 990 GLY - linker UNP POA7TG6
H 991 SER - linker UNP POA7G6
H 992 GLY - linker UNP POA7G6
H 993 THR - linker UNP POA7G6
H 994 THR - linker UNP POA7G6
H 995 GLY - linker UNP POA7G6
H 996 SER - linker UNP POA7TG6
H 997 THR - linker UNP POA7G6
H 998 GLY - linker UNP POA7G6
H 999 SER - linker UNP POA7G6
H 1000 MET - linker UNP POA7G6
H 1986 THR - linker UNP POA7G6
H 1987 GLY - linker UNP POA7TG6
H 1988 SER - linker UNP POA7TG6
H 1989 THR - linker UNP POA7G6
H 1990 GLY - linker UNP POA7G6
H 1991 SER - linker UNP POA7G6
H 1992 MET - linker UNP POA7G6
H 1993 GLY - linker UNP POA7G6
H 1994 HIS - linker UNP POA7G6
H 1995 THR - linker UNP POA7TG6
H 1996 THR - linker UNP POA7G6
H 1997 GLY - linker UNP POA7G6
H 1998 SER - linker UNP POA7G6
H 1999 MET - linker UNP POA7TG6
H 2000 SER - linker UNP POA7G6
H 2985 THR - linker UNP POA7TG6
H 2986 GLY - linker UNP POA7G6
H 2987 SER - linker UNP POA7G6
H 2988 THR - linker UNP POA7G6
H 2989 GLY - linker UNP POA7G6
H 2990 SER - linker UNP POA7G6
H 2991 ALA - linker UNP POA7G6

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
H 2992 SER - linker UNP POA7TG6
H 2993 GLY - linker UNP POA7G6
H 2994 SER - linker UNP POA7G6
H 2995 SER - linker UNP POA7G6
H 2996 THR - linker UNP POA7G6
H 2997 GLY - linker UNP POA7G6
H 2998 SER - linker UNP POA7G6
H 2999 MET - linker UNP POA7G6
H 3000 SER - linker UNP POA7G6

e Molecule 2 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 A 4 Toial hig 0 0
2 B 4 Toial hig 0 0
2 C 4 Toial hig 0 0
2 D 4 Toial hig 0 0
2 E 4 Toial hig 0 0
2 F 4 Toial l\ig 0 0
2 G 4 Toial l\ig 0 0
2 H 4 Toial l\ig 0 0

e Molecule 3 is PHOSPHOAMINOPHOSPHONIC ACID-ADENYLATE ESTER (CCD ID:
ANP) (formula: C10H17N6012P3).
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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: Protein recA

12%

3

7%

28%

52%

Chain A:

L0771
€0TXA
00Ta
661
€61

Ty

883

g84
780

08I
6LA

LL1

SLT

95Td

Y51

TS

L]

0STL
6711

9%TA
S¥1S

(4498
1711

+

9ETD

CETT

621D

Le1d

SeTV

1211

61Td

ETIN

€1ed

9623

¥8cI

8.LTH
L.21

€.23

0L24

192D

v9CA

Ll

8¥eH
B6ETD

LETA
9€TN

TETA

622D

(454

610

1614

95071

+

¥S0TD
® €S0TV

0S0TV

8%01a

SY0T1

9€0Td
SEOTW

€e0TYd

62011
82074

920TI

0zZ0Th

9T0TH

+H

#1011

90013

8CeT

€TEN

61€I

1ST1d

6v1T1

-

SYTTS
¥v11d
EVTTA

OVTTA

SETTS

EETTY
i7431)]

€C11d
(4435

66011

2¢60Td
T60TV
06070

T80TV

6L0TA

B
3

vL0TL

CTLOTH
TL0TD

990TH

79011
€907
C90TA

09074

9021d

¥021D
€02T4
20CTI

0021D

€6TTIN

06TTI
68111
88TT1

SLTTH

OLTTH

89TTV
LOTTV
991711
SOTTH

8CETT
L2€T1

veeTy
E€TETA

ozcetrd
6TETI

9TETY

CIEIN

60€TT
80ETM

SOETY

TOoETH
TOETD
00€TY
66C1D

9621d

¥8CTI
€8C1T1

18214

6LCTA

L.211

99CTH

¥9¢1d

cseIy
TS8CTI

Rizass
LYTTA

1745}

680C.L
§802Y
6.0CA

8.02h
1,021

¢LoTH

F

79021
£€902d

090cYd

L502d
95021

TS021

8¥%02a
L¥021

S%021
ZvoTL
9€0za
62021
920CT
§T0Ts
¥20zd
€202

81023

¥1021

1,002b

TLITH
0LTCN

8912V

[4s]108

ovICA

€v12A

+

(441408

0gTea
62120
8¢1CI

serey
vT1eh
€cred
[4qx43)
12121
®
6172d
8112h
L1128

ST121

+

L0721

66021

76020

)

02zTs

8TCCA
L1224

1221

26121

88121

€812
281C1

8.1C1

9,72y
SLTCT

O

R LDWIDE
PROTEIN DATA BANK

W


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

Full wwPDB X-ray Structure Validation Report 3CMV

Page 18

61€CI

ST€TL

CTTETN
Treea

60€2T
80€TM

90€TL
soeey

coeey
TOETH

962Cd

v6ceH
€6CCA

062CM

18zey

1,221

1922

§5ced
v5ced
€5cey
(45144 §

Z8OEY

080€T

SLOET

890€d
190€d
990€D

790€T

290EA
T90€I

650€D

L50€d

S50€D

H-
+

¥v0€S

0%0€T

+

€€0€Y

6C0€T

LTOEW

v2oed

810€d

TT0EY
TT0EY
0T0€T

L00€D

LOTEY
997€T

® 1§87ed
671€T

LYTEY
9vTEN
Sv1es
¥v1Eed

6ETEA
8ETEA

2eTeT
Le1ed

vered
g€cred

+

017EQ

L0TET

S0T€Y
Y0TEV

20Ter
T0TEd
00T€Q

L

260€d

680EL
880€N1

S80€Y

LETEA
9ETEN

CETEN

622ED

j£44%

[444%:

L

8TCEX

14544
E€TTEN
[424°0]

(4312598
167€4

68T€T
88T€T
L8TEL
98TEN
S8TES

€8TEN
28T€T

8LTET

SLTEN
VLIEV

cL1ES
TLTEW

69T€Y

8TeET
LTEET

L

ozeed
6TEET

€Teed
CTEEN
TIEEQ

80E€EM
LOEEY

L

€0EEV
coeeN
T0€ED
00€€D
662€D
86C€1

€6CER
26CES
T62ZEA
om“ms
thm<
¥8C€L
€8CeT
28TeN
182€d

SLTEA

T.LTED
TLZEX
0.zed

89C€1

|
v9zeA

|
vazed
egzev

162€T
67CEN
8vzed
LYTEN
9vZEN
Sveen
vheen

: Protein recA

e Molecule 1

14%

6%

28%

51%

Chain B

7111

L0TT

€0TX

00Ta

6811

L8TL

S81S
7810

2811

SLTH

TLTS
TLIN

YT

2918

CSTH

0STL
6711

9VTA

(47498

1711

*

9ETD
SETS

CETT
TETV

6210

L21d

SCTyY

1211

611d

6T€I

€1ed

9624

¥8cI

8.LTH
LL21

€L23

024

192D

¥9ch

8¥eH

6ETH

LETA
9ECN

T€CTA
ogey

Leey

080TV
wwmﬁn
mwmﬁq
owmﬁH
9€01d
SEOTI
mmmﬂx
820TYd
LTOTH
92011
§20TS
wwmﬂo
0Z0Th
87013
L10TI
97010

710171

E€T0TY

L00TD

8zeT

€TEN

6VTTT

3
i

SPT1S
vvi1a
EVITA

0%TTA

SETTS

EETTV

6CT1D

€erTd
[443%)

-

TI17I

T60TY

T80TV

6L0TA

CTLOTH

99019

79011

T90TA

F

95011

7501
€501V

SCCTI

zTeTd
T2ZTA
022TS
8TCTA
L1214 82T
[ ] LTETT
11219 | |

veerd
m~“ﬁ>
ozetd
mﬁmﬂH
wﬁmﬁ<
Nﬁmﬂz
60€TT
80ETM

SOETY

00€TH
6621D

06111 96214
68111 [ |

88111 78211
£8211

F

SLTTIH 18214

6LTTA

OLTTI LL2T1

89TTY 98z Ty

L9TTY [ |

99111 29Tty
18211

8¥CTH
LYCTA

SYeTd

werd
o¥vZTs

TETTA
0€TTY
62CTD
TST1d 8¢CTI

6.L0TA
8,020
1,021

¢L0TH

e

9021
£90za
|
T
|
1802d
950271
|
15021
|
87020
15021
| ovozs
550271
|
2vozL
|
980za
|
620271
|
92021
52028
202D
€202
|

8102a

71021

,002b

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3CMV

Page 19

8912V

99721

(421548

o¥ICA

€vTCA
(4454

CETTT

ST121

L0121

T0Ted
00T2d
66021

3

680C.L

§802Y
802h

9€TTN
Secea

€eced

F

{4444

02ees

8TCTA
L1224

§12e1

261CI

06721

88121
1812L

€812
28121

8121

SLTCTH

TLICH
0LTCI

61€CI

ERAAN

CTTETN
T1€20a

60€TT
80€TM

90€TL
SoeTy

20eeTH
T0€TH
00€Th
662D

96224

6T
€6CCA

0622M

L8tey

1,221

S.T2A

19229

eistaet |
vS9ced

19221

8¥ceH
L¥Teh

ovzes
6€TTD
8ETTA

890€d
190ed
990€D

790€1

C90EA
T90€1

650€D

L50€d

§50€D

TS0€T

H-

vv0eS

0%0€T

+

€E0EY

6C0€T

LTOEW

¥20€D

&

cT0eY

CeTET

Lgied

veied
€e1ed

9TT€D
STTET

|

0TTEQ
60TEA

L0TET

20TeI
T0TEd

680EL

8TCEA

Yrcev
€TTEN
[4%4°0)

C6T1ET
T61€d
06TET
68T€1
88T€T
L8TEL
98TEN
S8TES

€8TEN
281€T

8.L1€T

SLTEN
VLIEY

CTLIES

TLIEW

69T€Y

L9TEY

CTEEN
TIEEd

80€EM
LOEEY

|

E0EEY
C0EEN
TOEED
00€ED
662ED
862€1

€6CER
T6TES
T62eX
062eM

L8TEV
¥8Cel
€8CET
[4:14°')
T8zed

SLTEN

cLTed
TLTER
0.L2€4

89C¢€T

¥sced

@ TScel

6YTEN
8vzexd
LYTEA

1745}
147445\

LETEN
9€TEN

CETEN

622€D

Yzeed

]
o
o
2

8C€EET
LTeET

-

oceed
B6TEET

€Teed

: Protein recA

e Molecule 1

13%

6%

29%

50%

Chain C

LOTT

€0TA

T0Td
00Td

€61
zed
16V

6LA

LLT

SLT

TLD
999
S9&
91

LSd

©
s}
=]

%50

671
8va
Ly1
9%s
SP1

{420

LEA

L8TL

S81S
¥81h

2811
8L11

SLTH

TLIS
TLIH

9911
991D

191d
0919

8GTd

9GTd

[
o w
-
M o<

E€TIN

9623
¥8cI

8.LTH
LL21

€.L24
0Lz4
1,92

¥92a

+

+

622D

gI

[454]

7610

1614

S70T1

0%0TI

3
i

SEOTI

€E0TYH
62071
92011
S2OTS
i74I%)
0Z0Th
87013

L10TI
9T0TD

71011
€T0TYV

L00TD

8¢eT

€CEN

61€I

€1ed

SY11S
¥v11d
EVITA
0%TTA

SETTS

EETTV

62110

eerTd
[443%)

TITTI

66011

26074
T60TY
060TD

T80TV

6L0TA

CTLOTH

99019

79071

C90TA

09074

3

95071

¥S01D
€S0TV

0S0TV

8%01d

GCTTL

ceeryd
TeeIA
0zeTs

8TCTA
L1214

11219

06TTI
68111
88TT1

F

SLTTH

OLTTH

89TTV
L9TTV
99TT1

€9TTH

i

SGSTTI

€STTIV

6VTITT

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3CMV

Page 20

E€CTETA

ozera
6TETI

9TETY

v1eTd

CIETIN

60€TT
80€TM

9621d

¥8CTI
€8CT1

18214

6.CTA

L.211

69CTN
89CTI

95T
S§SCTd
75C1d

¢seTy
TSCTI

67CTIN
8%CTH
LYCTA

SveT

werd
0veTs

secta

TETTA
0€TTY
62CTD
82CTI

0902y
95021
TS021

8%02a
L¥021

S%021
[47,UAN
9€0ea
62021
920TI
§20zTs
¥20zd
€202

8102d

v1021

8CETT
LTETT

vceTd

S6T1CI

[4154:8

9vICA

€v12A

+i

L0721

66021

7602d

68021

98024
802h

6.,0CA
8.L02h
1,021

TL0TH

F

%9021
€902

j£444

(4444

022Ts

8TCTA
L1224

S1221

NJWNH
88121
thNH
€812
NJWNJ
8.L1C1

SLTTH

TLIZH
0LTZI

8912V

99121

61€CI

§T€CL

(43144
T1€2a

60€TT
80€TM

90€TL
® Soeey
Y0ETN

coeey
TOETH
00€Zh

962Cd

veceH
€6CTA

062CM

L8zey

1,221

1922

6222
8¢l
Lzeed

6S0€D

L50€d

GS0€D

TS0€T

H

vv0eS

0%0€T

+

€€0€Y

620€T

LTOEW

¥2oed

8T0€d

B
1

CT0EY
TT0EY
0T0€T

L00€D

Sv1ES
vviea

L

o¥TEA
6ETEA
8ETEA

i

YETEY
CETET
Leied

$ZTIeD
€ecred

orTed
L0T€T
YOTEY
ToTEd

00TEA

260€4

680€L
880€X

S80€Y

€80EY
CBOEY

080€T

9L0EL
GLOET

890€d
190€d
990€D

790€T

T90€EA
T90€T

TBTEL
T6TEd
06TE€L
68T€T
88T€T
L8TEL
98TEN
S87€S
81D
€8TEN
28TET

8LT€T
LLTEN

SLTEW
VLIEY

TLIEN

69T€Y

LOTEY

TS1€d

6VTET

LYTEY

00g€D
662€D
86CZ€1

€6CEA

T6CER
062EM

1,82eY
€8C€T
28ceN
182€d

SLTEA

TLTED
TLTER
0Lzed

89C€I

¥sced
£GCEY

@ TGcel

6YCEN
8YCeN
LYTEA
9VCEA
sveen
147445

LETEA
9ETEN

CETEN

i
L

Protein recA

622ED

¥Zzed

ceeed

L

8TCER

Yreev
€TTEN
212€D

8CEET
LTEET

ozeed
6TEET

egreed
CTEEN
TrEEQ

80EEM
LOEEY

e Molecule 1

YogeEN
E€0EEY
coeeNn
TOEED

13%

6%

28%

52%

Chain D

8831
780

08I
6LA

LL1

SL1

999
S9&
Y9I

1S8d

©
=)
=]

75D

6%1
8¥%a
Ly
o¥s
SP1

(429

LEA

7610

1614

L8TL

S8TS
$81h

2811

SLIW
VLIV

LIS
TLIW

3

€9TH

1910

85Td
LSTD
9§Td

+

CSTA

0STL
6711

VI
S¥IS

(4498
1542}

+

9€TD

CETT

621D

L2174

STV

TCTL

611d
8110

61€I
€1ed
9624
¥8cI

8.L2H
LLeT

€L2d
0L24
192D
v92A

¥52d
€52V

8¥eH
Svex
6ECD

LETA
9€TN

T€CTA
0€TY

¥cca

[454)

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3CMV

Page 21

¥S0TD
€501V

0507V

8%01a

SY0T1

9€0Ta
SEOTI

€e0TYd

62011

9Z0TI

201D

02070

81073

9T0TH

® ¥I0TT

L0070

8CeT

€TEN

1ST1d

67111

-

SY11S
wv11d
EVTITA

0%TTA

SETTS

EETTY

621D

€cT1a
(4435

+

11111

T0T1d
00TTa
66071

260Td
T60TY
060TD

T80TV

6L0TA

CLOTH

99019

79011

290TA

09074

95071

8CCTI

SCTTI

ceeTy
T22TA
02ZTS

8TCTA
L1274

11219

06TTI
68111
88111

-

SLTTI

CLITS

OLTTI

89TTV
L9TTY
99111
S9T1D

29118

89113
LSTTD

vs11d
€GTTV

8CETT
LCETT

veerd
€TETA

ozeTd
6TETI

9TETY

CIEIN

60€TT
80ETM

SOETY
00€TH
6621
962Td

¥8C1I
€821

18214

6.LTTA

L.2T1

9GCTH

28eTy
T8CTI

8YCTIA
LYCTA

SYTIA

verd
0TS

TETTA
0ECTY
62CTD

S802Y

8202h
L,0T1

2L0TH

3

%9021
€902d

0902y

99021

15021

8¥0zd
L70T1

S%021
Zv0Tl
9€02a
62021
92021
S20Ts
¥20TH
€80Ty

81023

¥1021

,002d

SLITH

TL12H
0LTCH

8912V

99121

9§13

CSTTH

0STCL

L

9%1CA

€vT2A
[474%4

CETTT

ogtea
62120
8C71CI

Ser1ey
7414\l
€cred
[4q%4)]
1212l

6112d
8112h
L1128

ST121

+

L0721

66021

3

68021

8¥cey
Lvzen

ovees
6€TTD
8ETTA

9€TTN
Sg€eTd

€eged

[4444:S

0zees

8TCTA
L1224

S1221

(4348

06121

88121
L8T2L

€812
28121

8.121

61€CI

§T€TL

(43144
T1€20

60€2T
80€TM

90€TL
soeey

coeey
TOETH

962Cd

veceH
€6CCA

062CM

L8zey

14221

1922

§5ced
¥5ced
€5cey

TseeI

080€1

9.L0€EL

13

890€d
L90€d
990€D

Y90€1

T90EA
T90€T

650€D

L50€ed

SS0€D

TS0€T

H

Y70€S

CY0EL

0%0€1

+
+

€€0€Y

6C0ET

LTOEW

¥2oed

B
1

CT0EY

TST€Ed

svies
vviea

L

0¥TEA
6ETEA
8ETEA

+

CETET
Lered

$ZTIeD
ecred

orTEd
60TEA

LOTET

S0TEY
YOTEY

ToTEd
00TEA

C8OEY

zezen | szeeT
6220

[ | ozeed
%22ed mﬂmH
zeeed Smﬁ

— greed
812eA z1EEN

[ | 11€EQ
yIZeY | |
£TZEN 80£€M

LOEEY

L

€0EEY
coeeN
TOEED
00€€D
662€D

86C2€1

€6CEA

T6ZER
062EM

18¢eY
€8C€T
[£:14°5'0
182€d

SLTEA

€Lzed
TLTED
TLCER
0Lzed

89C€1

¥szed

SLTEW ® 1S5cel

6YCEN
8vceN
LYTEA

e Molecule 1

sveen
14744

LETEN
9ETEN

Protein recA

. 14%
[
*S

6%

oy wEN®
® 0@ ®
H o e X

28%

50%

Chain E

cria
1111

LOTT

€0TA

00Ta

€61

16V

6LA

LLT

SL1

TLD
999
S9X
91
LSd
j4p
6v1
8va
Ly1
9%s
SY1
{420

LEA

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3CMV

Page 22

6811

L8TL

G8TS
810

2811

SLTH

LIS
TLIN

t

TOTH

2918

LSTD

1

ZSTA

0STL
® 6711

9%TA
S¥1S

(4498
1711

+

9E€TH

CETT

621D

Le1d

SCTV

1211

61Td

ETIN

€1ed

9623

¥8cI

8.LTH
L.21

€L23

0L24

192D

v9CA

8¥eH

Ssvex

B6ETD

LETA
9€TN

ceen
Teea
oeey

¥cea

[4%43]

7610

T6Td

0S0TY

8¥01a

S¥0T1

8CeT

€TEN

61€I

SY11S
¥vi1a
EVITA

0%TTA

LETTY

SETTS

EETTV

+

i7431]
€erTd
(4435

+H

66071

26014
T60TY
060TD

T80TY

6L0TA

CLOTH

990TD

%9071
€907d
C90TA

09074

F

9G071

%S01D
€S0TV

[44qxs
T2eTA
ozers
61TV
8TCTA
L1214

11219

06TTI
68TTT
88111

F

SLTTH

OLTTH

89TTV
L9TTV
99TT1

98114

ESTTIV

T1ST1d

67111

8CETT
L2ET1

vzetd
€TETA

ozcetrd
B6TETI

9TETY

CIEIN

60€TT
80ETM

SOETY

00€TD
66C1D

96214

¥8CTI
€8C11

18214

6.L2TA

1,211

89CTI

95T

¥5¢1d

cserTy
18271

6YCIN
8¥CTH
LYCTA

SYCTA

wera
0%veTs

TETTA
0€TTY
6221
82CTI

S¢CTI

£€90cd

0902y

95021

TS021

8%02a
L%021

S§%021

¢y0TL

9€0ca

820

92021
§T0Ts
¥20zd
€202

81024

¥1021
010271

20020

cSTey

9¥T2A

€VTCA
(4454

(415408

0gTea
6212
8¢1CI

segrey
17414l
€cred
[44x43)
12121

61T2d
8112h
L1128

ST1121

c¢LoTH

79021

j£4444

(4444

0zzTs

8TCCA
L1224

§1221

26121

06121

88121
1872L

€8T2H

SLTCN

TLICH
0LTZH

8912V

99121

61€CT

ST€TL

cTeTN
T1€20

60€TT
80ECTM

90€TL
S0€TY
Y0ETN

[4uas
T0€TH
00€Th
662D

962Ca

v6ceH
€6CCA

0622M

18TeY

1,221

§.eeA

1,922

992D

L

istaty
v5ced
€9cey
(4144 4
TSeeI

8¥ceH
L¥TTA

o¥vees
6€22D
8ETTA

9ETTN
S€¢TH

€eced

F

62TTD
8¢eCI
Lgtey

§950€D

H
+

7v0€S

CYOEL

0%0€T

+
L3

£€0€Yd

6C0€T

LTOEW

TTOEV

6€TEA
8ETEA

CETET
Lered

veied
€e1ed

0oTTEQ

LOTET

soTed
YOTEV

C0TEeT
ToTEd

s

260€4

680€L
880€X

S80€Y

£80€V
280V

080€T

990€D

%90€1

T90€T

6S0€D

L,50ed

Z6TET
Te1Ed
06T€T
68T€T
88T€7T
L8TEL
98TEN
S8TES

€8TEN
281¢€1

8LT€T

SLTEN
VLIEY

CLIES
TLIEN

69174

L9TEY
99T€T

T9T1€d

6VTET

LYTEV

Sv1es
¥v1ed

CTETEN

622D

j£443%q

[444%:

L

8TCER

14544
ETTEN
[434°0)

O

R LDWIDE
PROTEIN DATA BANK

W



3CMV

Full wwPDB X-ray Structure Validation Report

Page 23

8CeeT
LTEET

oceed

61EET

€Teed
CTEEN

L

Protein recA

80€EM
LOEEY

|

€0EEY
coeex
TOEED
00€€D
662ED
86C€1

e Molecule 1

13%

6%

29%

51%

Chain F

€0TA

T01d
00Ta

1

v6a
€61
ced

€8TY

LLTH

SLTH
YLIV

CLIS
TLIH

9911

091D

LSTD
9GTd

CSTH

0STL
6711

9YTA
SY1S

(47498
15428

9ETH

SETS

CETT

ETIN

1171

L0TT

L.271

€.LT3

0Lz4

L92H

%92k

622D

Leed

¥zea

(4249

610

1614

6811

L8TL

S8TS

€e0TY

8201y
LTOTI
920TI

i4u%)

0Z0Th

8107
L10TI
91010

Y1011

8CeT

€TEN

F

61€T

€1ed

96T

9821

¥8CI

8.L2H

EETTV

62110

€211
(4435

+

TT1TI

26074
T60TV
06070

T80TV

99019

79071

290TA

09074

F

95071

750179
€901V

080TV

8%01d

S¥0T1

0%0TI

9€0Ta
SEOTI

067TI
68111
88111

o

OLTTI

89TTY
L9TTY

LSTTD
98113

E€STTV

TST1d

67111

3

SY11S
vvi1a
EVTITA

0¥TTA

SETTS

6TETI
]
9TETY
]
CIEIN
|
60€TT
80ETM

mo“ﬂ<
00€TH
6621

96214

® ¥8ClI
€8C11

18214
L1271
89211

9GCTH
96214
¥5¢1d
€921V
[41aa §
19211
6YCTIN
8¥CTIH
LYTTIA
mwmﬁx
Tvera
owmﬁm
TECTA
0ECTY
622TD
wNmﬁH

SCCTI

[424x:]
T2TTA
02Z1S

8TCTA
L1214

11219

150271

8¥0za
L¥021

S7021
20Tl
9€0za
62021
92021
S20TS
¥20TH
€80T

81023

¥1021

1,002d

8CTETT
L2€11

veetd
€TETA

ozetrd

9s723d

gsTey

0STCL

L

o¥T2A

€vT2A

+

CETTT

oeTea
621CD
8C1CI

Ser1ey
i74%4)]
€cred
[44%43)
1212l

6172d
8112h
L1128

ST1CT

+

L0721

66021

1602V

680C.L

S802H
802h

802D
1,027

TLOTH

F

79021
€9023

0902y

95021

8¢TeI
Lzeed

j£4444

(4444

0zees

8TCTA
L1224

§1221

261CI
|
88121
|
€8T2H
28T1T1
|
8.121
|
SLTCH
27424

TLICH
0LTCH

8912V

99121

m.ﬂNH
m.ﬁmNH
zreen
Treea
60€2T
80€TM
90€TL
mo“m<
coeey
TOETH
oo“ua

9622

62Ty
£622h
|
o6zt
|
Lezey
|
L1281

922D

§5¢ed
v5ced
€52CY

TSeeI

8¥eeH
LyTTA

0%2es

8ETTA

9€TTN
seced

€eced

6222

T90€T

650€D

L50€d

L

SS0€D

TS0€T

H-
+

Y70€S

CTY0EL

0%0€T

+
+

€€0€Y

6C0ET

R LDWIDE

LTOEW

¥2oed

810€d

3
1

CTTOEY
TT0EY
0T0€T

L00€D

0vTEA
6ETEA
8ETEA

zereT
Leied

zatsli]
e€cred

01TEd
60TEA

L0T€T
vOTEY
TOoTEd

00T€d

260€d

680EL

S80€Y

C8OEY

080€T

9L0€L
SL0€T

890€d
190ed
990€D

790€T

T90€EA

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3CMV

Page 24

CBTET
T61€Ed
067€T
68TET
88TET
L8TEL
98TEN
S8TES

€8T€EN
28T1ET

8L1€T

SLTEW
VLIEY

TLIEW

69T€Y

LITEY

TST1€d

20oeeN
TOEED
00€ED
662€D
86C€1

962€d

T6CER
062EM

L8CEV
€8C€T
28ceN
T82ed

LLTET

SLTEA

cLTeD

992€d

v9CeR

v9ced

TSC€1

6¥CeEN
8¥cex
L¥TEN
ovTeEN
Sheexd
vvcen

LETEN
9€TEN

TETEN

622€D

1443

[444xs

L

wamm;
vicey
E€TTEN
(4540

8CEET
LTEET

|

Protein recA

ozeed
67€€I

9TEEY

€1eed
CTTEEN
T am.mn
80€EM
LOEEY

s

€0EEY

e Molecule 1

14%

6%

28%

51%

Chain G

L0771

€0TA

T0Td
00Ta

1

v6a
€61
264

6LA

LL1

SLT

7610

1614

6811

L8TL

G§8TS
810

2811

SLTH
VLIV

TLIS
TLIN

3

2¢9T1s

ETIN
cria

€TEN
61€I
€1ed
9623
¥8cI

8.L2H
L.21

€Lcd
0424

8921
192D

¥92k

8veA
i
sved
|
B6ETD
[Teeen |
LETA
9€TN
|
TeTA
0€TY

¥zea

[4%4]

€901V

0S0TV

8¥01a

S¥0T1

0%0TI

9€0Ta
SEOTI

€e0TYd

0€0TD

820TYd
LTOTIW

S20TS
201D

0Z0Th

81014
L10TI
970TD

Y1011
€101V

90073

8ceT

6VTTT

-

SY11S
¥v11a
EVITA

0%TTA

LETTY

SETTS

EETTY

6CT1D

€¢11a
(4435

+

11111

66071

26014
T60TY
060D

T80TV

6L0TA

CTLOTH

99019

C90TA

09074

%5010

ceeTy
T2CTA
02ZTS

8TCTA
L1274

11219

06TTI
68111
88TT1

3

SLTTH

CTL1TS

OLTTI

89TTV
LOTTY
99111

96113

1ST1d

8CETT
L2ETT

vzetd
E€CETA

0ZeTH
6TETI

9TETY

CIEIN

60€TT
80ETM

00ETH
662TD

wmmﬂm
¥8C11
€8CT1

18214

6LCTA

hhmﬁq
962
mm“ﬂm
[4:t4a
16271

67CIN
8¥CTA
LYCTA

mwmﬂ&
werd
o¢m~m
TETTA
0€TTY
621D
8¢CTI

§SeeTI

79021
€9023d

09024

95021

178021

8%0c2a
L%02T

SY021
Zv0TL
9€02a

62021
8202Yd

92021
§20Ts
¥20zd
€202

81024

1021
07021

£002D

2STeH

9%12A

EVTCA
(47454

CETTT

0gTea
6212
821¢I

screy
4414l
€cred
[44x43)
1212l

6112d
8TTTh
L1128

ST121

+

L0721

66021

¥602a

3
i

68021

9802

6.0CA
82020
1,021

622D
8¢TTI
Lgeed

j£4444

(4444

02zTs

8TCTA
11224

1221

€6TCN
261CL

06721

8TCL

€8TCH
281T1

8.121

SLTZW

TLITH
0LTTH

8912V

99721

61€CI

ST€CL

2TETN
1reea

60€2T
80€TM

90€TL
soeey

coeeH
TOETH
00€2h
962Cd

v6ceH
€6CCA

06zTM

18zev

1,221

S.zTh

922D

§5¢cd
v5ced
€92eY
(45144 4
TSeeI

i das
LyTTA

0vees
6€2CD
8ETTA

9€TTN
ot

€eced

F

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3CMV

Page 25

T90€1

6S0€D

® LS0ed

SS0€D

TS0€T

F

LY0€T

¥v0€S

0v0€I

+

€E0eY

620€T

LTOEW

%20€d

8T0€d

i
1

CT0eY
TT0EY
0T0€T

L00€D

LYTEY

Sv1€eS

6ETEA
8ETEA

+

(45501
LT1ed

vered
€cred

+

0T7€d
L07€T
voTEY
ToTEd

00T€Q

260€d

680EL
880€N

S80€Y

Z80EY

080€T

9L0€L
SL0€T

890€d
1,90ed
990€D

%90€1

[424°0]

€6TEN
(4312598
Te1ed
06T€T
68T€T
88TET
L8TEL
98TEN
S8TES

€81e%
Z8T€T

8L1€1

SLTEN
VLIEV

CTL1ES
TLIEN

[0}
©
—
Bt

LOTEY

@ Ts1ed

20geN
TOEED
00eeb
662ED
86C€1

€6CEA

T6CeR
062EM

L8TeV
€82€eT
28TeN
T82€d

SLTEN

TLTED
TLTEX
0L2€4d

89C€1

v9ZeR

v9ced
€GCEV

T92e1

6YTEN
8vcexd
LYTEN

Sveed
14744

LETEA
9€TEN

CETEN

622€D

j£443d

o
N
o
2

0zees

1454
ETTEN

8CTEET
LTEET

|

Protein recA

oceed
6TEET

9TEEY
€1€eed
TTEEN
T1EEd
80€EM
LOEEY

E0EEY

e Molecule 1

14%

7%

28%

51%

Chain H

1071

€0TA

00ta
661

L6H

€61

6LA

LLT

SLT

698

[4:19¢

8LTT

SLTH

CLIS
TLIW

991D
YOI

6STL

LSTD
95T

€STY
CSTH

6711

9%TA
SYTS
44108

(4749
15428

9€TD

SETS

CETT
TETV

621D

praxcs

STV

TCTL

611d

ETTIN

TITI

0Lz24
692N
8921
192D
¥92x

¥52d
€52V

8¥eH

Sy

6ETD

LETA
9ETN

TETA
0ETY

¥zea

(434

610

T6T4

L8TL

S8TS
7810

€e0TYH

82014

920TI

¥201D

0Z0Th

810Td
L1071
91010

L

¥10T1
€101V

90073

8zeT
€TEN
61€T
€1ed
96cd
¥8cI

8.LTH
L.T1

€L23

SETTS

EETTV

62TTD

€211
(4435

(432448

66071

26014
T60TV
060TD

T80TV

6L0TA

99019

790TI

Z90TA

09014

501D
€80TV

080TV

8%01d

S¥0T1

0%0TI

3
#

SEOTI

11219

06TTI
68TT1
88TT1

-

SLTTW
VLIV

.

OLTTH

89TTV
LOTTV
99111
VOTTI
29118

09TTD
6GTTI

LSTTD

ESTTY

TST1d

67111

3
3

SP11S
vvita
EVTITA

0¥TTA

E€CTETA

ozeTra
61ETI

9TETY

CIETIN

60€TT
80ETM

-
L

SOETY

00€TD
662T1D

96213

¥8CTI
€8CT1

18214

6LTTA

LL2T1

9GCTH

v9e1d
€921V
TSeTy
19211

6VCIN
8¥CTIN

SYeT

Tverd
(448

SecTd

TECTA
0€TTY
62C1D
8CCTI

ceery
T2CTA
(4453

8TCTA
L1214

TS021

8¥02a
L¥0T1

S¥021

2v0TL

LEOTA

0€02D

62021
8202y

92021
S20Ts
¥20Td
€202

8102a

w1021

,002b

8CETT
LTETT

veetd

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3CMV

Page 26

(41508

61T2d

L1128

ST121

.

11121

L0721

66021

3

680C.L
§802Y
6.L0CA

8.02b
1,021

79021
€902

0902y

1502d
95021

8¢eTI
Lgeed

44444

(4444

02zTs

8TCCA
L1224

1221

26121

88121

€8TCH
281T1

8.121

SLTCN

TLICH
0LTZH

8912V

99121

61€CI

STETL

CTETN
11€20d

60€TT
80ETM

90€TL
soeey
Y0€TN

20eTH
T0€TH
00€ZH
662TD

9622

vecen
€62CA

0622M

1,8¢ey

1,221

S.2CA

922D

+

§GcTd
¥Sced

cseey
@ TsceI

8¥ceH
PAZ&4N

+

9ETTN
S€TTE

€€cTa

622TH

L50€d

SS0€D

ZY0EL

0%0€T

+
+

£€e0€Y

6C0€T

LTOEN

¥coed

810€d

3
1

ovTEN
6ETEA
8ETEA

+

CETET
Le1ed

e1ed
eecred

oTTEQ
60TEA

L0T€7T

TOTEY

C0TEeT
Toted
00TEA

260€4

680€L
880€Y%

980€Y

280V

080€T

SL0€T

890€d
190€d
990€D

790€T

290EA
T90€T

6S0€D

z6TET
Ter1Ed
06T€L
68T€T
88T€T
L8TEL
98TEN
S8T€S
81€l
€8TEN
281¢€1

8LTET
SLTEN
YLIEV

TLIEN

697€Y

LOTEV

T97€d

LYTEY

Sv1eS
¥¥1ed

€6CEA

T62eX
062EM

L8TEY
€8C€1
[4:14°')
T8zed

SLTEA

L

TLTEX
0Lzed

89C¢€I

¥oTer

vSced

LTEET

L

oceed
B6TEET

9TEEY
ereed
cTEEN
Treea

80€EM
LOEEY

|

€0EEY
20eeN

00€ED
662ED
86C€1

O

R LDWIDE
PROTEIN DATA BANK

W



Page 27

Full wwPDB X-ray Structure Validation Report

3CMV

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 176.60A 189.80A 424.30A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
. 20.00 — 4.30 Depositor
Resolution (4) 20.00 — 4.30 EDS
% Data completeness 92.7 (20.00-4.30) Depositor
(in resolution range) 91.6 (20.00-4.30) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.40 (at 4.28A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.243 , 0.261 Depositor
7 Phfree 0.275 , 0.285 DCC
Rree test set 1946 reflections (1.99%) wwPDB-VP
Wilson B-factor (A?) 170.2 Xtriage
Anisotropy 0.220 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.19 , 94.8 EDS
L-test for twinning? <I|L| > =047, < L?> =030 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 71761 wwPDB-VP
Average B, all atoms (A?) 220.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.68% 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: ANP,
MG

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 | py/q7 #4|Z| >5 RMSZ 4 Z| >5
1 A 0.99 19/9068 (0.2%) 1.14 | 55/12192 (0.5%)
1 B 0.90 3/8861 (0.0%) 1.08 | 31/11910 (0.3%)
1 C 0.92 7/8951 (0.1%) 1.09 | 40/12033 (0.3%)
1 D 0.86 3/8951 (0.0%) 1.08 | 36/12033 (0.3%)
1 E 0.85 5/8879 (0.1%) 1.08 | 34/11934 (0.3%)
1 F 0.92 8/8951 (0.1%) 1.09 | 34/12033 (0.3%)
1 G 0.91 6/8892 (0.1%) 1.09 | 37/11953 (0.3%)
1 H 0.87 9/8938 (0.1%) 1.09 | 35/12014 (0.3%)
All All 0.90 | 60/71491 (0.1%) | 1.09 | 302/96102 (0.3%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 11
1 B 0 3
1 C 0 4
1 D 0 7
1 E 0 6
1 F 0 6
1 G 0 5
1 H 0 4
All All 0 46

All (60) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

A 163 HIS N-CA | 11.76 1.61 1.46

A 159 ILE CA-C | 11.04 1.66 1.52
Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 G 159 ILE | CA-CB | 8.75 1.65 1.54
1 F 1159 | ILE | CA-CB | 8.70 1.66 1.54
1 H 2036 | ASP | CA-C | 8.61 1.63 1.53
1 A 1199 | ILE | CA-CB | 8.37 1.65 1.54
1 A 1210 | THR | CA-CB | 8.30 1.63 1.52
1 A 163 HIS CA-C | 8.04 1.63 1.52
1 A 1210 | THR | CA-C | 8.00 1.62 1.53
1 A 1208 | THR | CA-CB | 7.82 1.66 1.53
1 A 160 | GLY | N-CA | 7.11 1.53 1.44
1 A 3073 | THR | CA-CB | 6.97 1.64 1.53
1 C 1164 | MET | CA-C | 6.83 1.61 1.52
1 C 1164 | MET | N-CA | 6.77 1.54 1.46
1 A 1164 | MET | CB-CG | 6.74 1.72 1.52
1 A 1164 | MET | CA-C | -6.68 1.43 1.52
1 A 159 ILE | CA-CB | 6.61 1.62 1.55
1 B 3073 | THR | CA-CB | 6.17 1.63 1.53
1 H 158 | GLU | CA-C | 6.08 1.58 1.52
1 G 159 ILE N-CA | 6.05 1.53 1.46
1 H 1036 | ASP | CA-C | 5.99 1.60 1.53
1 H 163 HIS N-CA | 5.98 1.53 1.46
1 A 161 | ASP | N-CA | 5383 1.52 1.46
1 H 1159 | ILE | CA-CB | 5.82 1.61 1.53
1 D 3073 | THR | CA-CB | 5.80 1.62 1.53
1 F 3268 | ILE C-N 2.75 1.40 1.33
1 H 2037 | VAL | N-CA | 5.72 1.53 1.46
1 H 3150 | THR | CA-CB | 5.70 1.62 1.52
1 F 159 ILE | CA-CB | 5.69 1.62 1.54
1 A 3150 | THR | CA-CB | 5.61 1.62 1.52
1 B 73 THR | CA-CB | 5.58 1.62 1.53
1 H 3073 | THR | CA-CB | 5.56 1.62 1.53
1 C 3150 | THR | CA-CB | 5.55 1.61 1.52
1 A 164 | MET | N-CA | 5.50 1.53 1.46
1 E 1036 | ASP | CA-C | 547 1.59 1.53
1 E 3150 | THR | CA-CB | 5.43 1.61 1.52
1 F 1268 | ILE C-N 5.39 1.40 1.33
1 C 73 | THR | CA-CB | 5.38 1.62 1.53
1 A 1159 | ILE | CA-CB | 5.37 1.61 1.54
1 B 3073 | THR | CA-CB | 5.36 1.62 1.53
1 D 3150 | THR | CA-CB | 5.35 1.61 1.52
1 G 3150 | THR | CA-CB | 5.35 1.61 1.52
1 G 268 | ILE C-N -5.33 1.26 1.33
1 E 73 THR | CA-CB | 5.32 1.62 1.53
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 H 73 THR | CA-CB | 5.30 1.62 1.53
1 G 73 THR | CA-CB | 5.28 1.62 1.53
1 F 1159 | ILE CA-C | 5.28 1.59 1.52
1 B 3150 | THR | CA-CB | 5.27 1.61 1.52
1 G 3073 | THR | CA-CB | 5.26 1.61 1.53
1 C 1159 | ILE | CA-CB | 5.24 1.61 1.54
1 C 163 | HIS CA-C | 5.23 1.59 1.52
1 F 3150 | THR | CA-CB | 5.22 1.61 1.52
1 C 1036 | ASP C-O0 5.19 1.29 1.23
1 F 3073 | THR | CA-CB | 5.19 1.61 1.53
1 D 159 ILE | CA-CB | 5.16 1.61 1.54
1 E 156 | GLU | CA-C | 5.09 1.59 1.52
1 F 164 | MET | N-CA | 5.07 1.52 1.46
1 A 1197 | MET | CA-C | 5.03 1.59 1.52
1 A 2166 | LEU | CA-C | 5.02 1.59 1.52
1 A 73 THR | CA-CB | 5.00 1.61 1.53

All (302) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 A 163 | HIS N-CA-C 11.44 128.28 110.20
1 D 1163 | HIS N-CA-C 10.76 126.00 109.96
1 A 1150 | THR CA-C-N 9.40 130.64 120.11
1 A 1150 | THR C-N-CA 9.40 130.64 120.11
1 H 158 | GLU N-CA-C 9.23 124.49 112.12
1 H 2036 | ASP CA-C-N 9.19 135.68 122.45
1 H 2036 | ASP C-N-CA 9.19 135.68 122.45
1 A 1210 | THR | CB-CA-C | 9.13 124.76 111.88
1 H 1150 | THR CA-C-N 9.13 130.34 120.11
1 H 1150 | THR C-N-CA 9.13 130.34 120.11
1 C 1150 | THR CA-C-N 9.03 130.22 120.11
1 C 1150 | THR C-N-CA 9.03 130.22 120.11
1 E 1150 | THR CA-C-N 9.01 130.19 120.11
1 E 1150 | THR C-N-CA 9.01 130.19 120.11
1 G 1150 | THR CA-C-N 8.97 130.16 120.11
1 G 1150 | THR C-N-CA 8.97 130.16 120.11
1 B 1150 | THR CA-C-N 8.94 130.12 120.11
1 B 1150 | THR C-N-CA 8.94 130.12 120.11
1 D 1150 | THR CA-C-N 8.8 130.02 120.11
1 D 1150 | THR C-N-CA 8.8 130.02 120.11
1 F 1150 | THR CA-C-N 8.83 130.00 120.11
1 F 1150 | THR | C-N-CA | 8.83 130.00 120.11
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 D 156 | GLU N-CA-C -8.53 101.97 112.38
1 G 158 | GLU N-CA-C 8.43 128.76 110.80
1 G 159 ILE N-CA-C 8.39 121.13 109.55
1 H 2228 | ILE N-CA-C 8.23 118.56 111.90
1 A 2150 | THR CA-C-N 8.20 128.08 120.21
1 A 2150 | THR C-N-CA 8.20 128.08 120.21
1 A 1164 | MET CA-C-N -8.13 105.48 121.41
1 A 1164 | MET C-N-CA -8.13 105.48 121.41
1 C 2228 | ILE N-CA-C 8.12 118.48 111.90
1 B 2228 | ILE N-CA-C 8.11 118.47 111.90
1 F 2228 | ILE N-CA-C 8.11 118.47 111.90
1 G 2150 | THR CA-C-N 8.11 127.99 120.21
1 G 2150 | THR C-N-CA 8.11 127.99 120.21
1 B 2150 | THR CA-C-N 8.10 127.98 120.21
1 B 2150 | THR C-N-CA 8.10 127.98 120.21
1 E 2150 | THR CA-C-N 8.06 127.95 120.21
1 E 2150 | THR C-N-CA 8.06 127.95 120.21
1 E 2228 | ILE N-CA-C 8.04 118.41 111.90
1 G 1121 | THR N-CA-C 7.99 120.78 108.07
1 D 2228 | ILE N-CA-C 7.99 118.37 111.90
1 H 2150 | THR CA-C-N 7.97 127.86 120.21
1 H 2150 | THR C-N-CA 7.97 127.86 120.21
1 E 1121 | THR N-CA-C 7.93 120.68 108.07
1 H 1121 | THR N-CA-C 7.93 120.68 108.07
1 F 2150 | THR CA-C-N 791 127.81 120.21
1 F 2150 | THR C-N-CA 7.91 127.81 120.21
1 A 1121 | THR N-CA-C 7.90 120.63 108.07
1 B 1121 | THR N-CA-C 7.88 120.61 108.07
1 C 1121 | THR N-CA-C 7.87 120.59 108.07
1 C 2150 | THR CA-C-N 7.85 127.74 120.21
1 C 2150 | THR C-N-CA 7.85 127.74 120.21
1 D 2150 | THR CA-C-N 7.84 127.74 120.21
1 D 2150 | THR C-N-CA 7.84 127.74 120.21
1 G 2228 | ILE N-CA-C 7.84 118.25 111.90
1 F 3269 | ASN N-CA-C 7.83 120.23 109.11
1 D 1121 | THR N-CA-C T7.77 120.42 108.07
1 F 1121 | THR N-CA-C 7.67 120.27 108.07
1 A 3066 | GLY CA-C-N 7.64 129.39 119.84
1 A 3066 | GLY C-N-CA 7.64 129.39 119.84
1 F 3066 | GLY CA-C-N 7.63 129.37 119.84
1 F 3066 | GLY C-N-CA 7.63 129.37 119.84
1 B 3066 | GLY CA-C-N 7.62 129.36 119.84
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 B 3066 | GLY C-N-CA 7.62 129.36 119.84
1 D 3066 | GLY CA-C-N 7.55 129.27 119.84
1 D 3066 | GLY C-N-CA 7.55 129.27 119.84
1 A 2228 | ILE N-CA-C 7.51 117.99 111.90
1 A 162 | SER CA-C-N 7.45 132.07 121.42
1 A 162 | SER C-N-CA 7.45 132.07 121.42
1 H 3066 | GLY CA-C-N 7.31 128.98 119.84
1 H 3066 | GLY C-N-CA 7.31 128.98 119.84
1 C 3066 | GLY CA-C-N 7.27 128.93 119.84
1 C 3066 | GLY C-N-CA 7.27 128.93 119.84
1 E 3056 | LEU CA-C-N 7.24 128.38 119.98
1 E 3056 | LEU C-N-CA 7.24 128.38 119.98
1 A 159 ILE N-CA-C 7.15 117.90 107.75
1 E 3066 | GLY CA-C-N 7.15 128.78 119.84
1 E 3066 | GLY C-N-CA 7.15 128.78 119.84
1 D 3056 | LEU CA-C-N 7.15 128.27 119.98
1 D 3056 | LEU C-N-CA 7.15 128.27 119.98
1 C 3056 | LEU CA-C-N 7.10 128.21 119.98
1 C 3056 | LEU C-N-CA 7.10 128.21 119.98
1 A 1194 | GLN CA-C-N -7.05 109.27 121.97
1 A 1194 | GLN C-N-CA -7.05 109.27 121.97
1 C 1279 | VAL N-CA-C -7.04 104.33 110.74
1 H 3056 | LEU CA-C-N 7.01 128.11 119.98
1 H 3056 | LEU C-N-CA 7.01 128.11 119.98
1 E 3269 | ASN N-CA-C 6.97 119.02 109.11
1 C 1164 | MET N-CA-C 6.91 125.52 110.80
1 G 3056 | LEU CA-C-N 6.91 128.00 119.98
1 G 3056 | LEU C-N-CA 6.91 128.00 119.98
1 G 3066 | GLY CA-C-N 6.84 128.39 119.84
1 G 3066 | GLY C-N-CA 6.84 128.39 119.84
1 H 3269 | ASN N-CA-C 6.80 118.76 109.11
1 A 1279 | VAL N-CA-C -6.77 104.58 110.74
1 E 1279 | VAL N-CA-C -6.75 104.60 110.74
1 A 3056 | LEU CA-C-N 6.69 127.74 119.98
1 A 3056 | LEU C-N-CA 6.69 127.74 119.98
1 F 1156 | GLU N-CA-C -6.64 103.86 112.23
1 B 1056 | LEU CA-C-N 6.63 128.13 119.84
1 B 1056 | LEU C-N-CA 6.63 128.13 119.84
1 A 1164 | MET | CB-CG-SD | 6.60 132.50 112.70
1 G 1279 | VAL N-CA-C -6.59 104.74 110.74
1 A 238 | VAL N-CA-C 6.56 122.99 109.34
1 A 150 | THR CA-C-N 6.53 126.56 119.89
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 A 150 | THR C-N-CA 6.53 126.56 119.89
1 C 150 | THR CA-C-N 6.53 126.55 119.89
1 C 150 | THR C-N-CA 6.53 126.55 119.89
1 F 238 | VAL N-CA-C 6.52 122.91 109.34
1 C 238 | VAL N-CA-C 6.52 122.90 109.34
1 C 2056 | LEU CA-C-N 6.50 126.86 119.83
1 C 2056 | LEU C-N-CA 6.50 126.86 119.83
1 E 238 | VAL N-CA-C 6.50 122.87 109.34
1 H 1279 | VAL N-CA-C -6.48 104.84 110.74
1 A 3090 | CYS N-CA-C 6.47 120.04 109.24
1 G 150 | THR CA-C-N 6.47 126.49 119.89
1 G 150 | THR C-N-CA 6.47 126.49 119.89
1 H 150 | THR CA-C-N 6.44 126.46 119.89
1 H 150 | THR C-N-CA 6.44 126.46 119.89
1 F 1056 | LEU CA-C-N 6.43 127.87 119.84
1 F 1056 | LEU C-N-CA 6.43 127.87 119.84
1 G 238 | VAL N-CA-C 6.42 122.69 109.34
1 H 238 | VAL N-CA-C 6.41 122.68 109.34
1 D 3090 | CYS N-CA-C 6.41 119.94 109.24
1 B 238 | VAL N-CA-C 6.40 122.65 109.34
1 F 3090 | CYS N-CA-C 6.39 119.91 109.24
1 B 150 | THR CA-C-N 6.39 126.40 119.89
1 B 150 | THR C-N-CA 6.39 126.40 119.89
1 H 1056 | LEU CA-C-N 6.39 127.82 119.84
1 H 1056 | LEU C-N-CA 6.39 127.82 119.84
1 D 238 | VAL N-CA-C 6.37 122.59 109.34
1 F 1162 | SER N-CA-C 6.36 120.50 112.87
1 F 2056 | LEU CA-C-N 6.36 126.70 119.83
1 F 2056 | LEU C-N-CA 6.36 126.70 119.83
1 D 150 | THR CA-C-N 6.35 126.37 119.89
1 D 150 | THR C-N-CA 6.35 126.37 119.89
1 F 3056 | LEU CA-C-N 6.34 127.33 119.98
1 F 3056 | LEU C-N-CA 6.34 127.33 119.98
1 D 1056 | LEU CA-C-N 6.33 127.75 119.84
1 D 1056 | LEU C-N-CA 6.33 127.75 119.84
1 B 1279 | VAL N-CA-C -6.33 104.98 110.74
1 E 2056 | LEU CA-C-N 6.33 126.66 119.83
1 E 2056 | LEU C-N-CA 6.33 126.66 119.83
1 A 1056 | LEU CA-C-N 6.32 127.74 119.84
1 A 1056 | LEU C-N-CA 6.32 127.74 119.84
1 C 1036 | ASP O-C-N 6.28 130.79 122.56
1 F 150 | THR CA-C-N 6.28 126.29 119.89
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 F 150 | THR C-N-CA 6.28 126.29 119.89
1 G 2056 | LEU CA-C-N 6.26 126.59 119.83
1 G 2056 | LEU C-N-CA 6.26 126.59 119.83
1 E 1056 | LEU CA-C-N 6.26 127.66 119.84
1 E 1056 | LEU C-N-CA 6.26 127.66 119.84
1 B 3056 | LEU CA-C-N 6.25 127.22 119.98
1 B 3056 | LEU C-N-CA 6.25 127.22 119.98
1 C 3139 | ASP N-CA-C 6.25 120.64 112.89
1 D 1279 | VAL N-CA-C -6.20 105.10 110.74
1 C 3269 | ASN N-CA-C 6.19 118.44 109.71
1 B 2056 | LEU CA-C-N 6.19 126.51 119.83
1 B 2056 | LEU C-N-CA 6.19 126.51 119.83
1 A 3139 | ASP N-CA-C 6.19 120.90 113.23
1 D 2056 | LEU CA-C-N 6.17 126.50 119.83
1 D 2056 | LEU C-N-CA 6.17 126.50 119.83
1 H 3090 | CYS N-CA-C 6.17 119.55 109.24
1 A 2056 | LEU CA-C-N 6.17 126.50 119.83
1 A 2056 | LEU C-N-CA 6.17 126.50 119.83
1 E 150 | THR CA-C-N 6.17 126.18 119.89
1 E 150 | THR C-N-CA 6.17 126.18 119.89
1 E 1268 | ILE O-C-N 6.14 130.14 122.59
1 C 1056 | LEU CA-C-N 6.11 127.48 119.84
1 C 1056 | LEU C-N-CA 6.11 127.48 119.84
1 B 3090 | CYS N-CA-C 6.09 119.41 109.24
1 A 1210 | THR CA-C-N 6.05 133.26 121.41
1 A 1210 | THR C-N-CA 6.05 133.26 121.41
1 G 1056 | LEU CA-C-N 6.03 127.38 119.84
1 G 1056 | LEU C-N-CA 6.03 127.38 119.84
1 B 3090 | CYS N-CA-C 6.01 119.28 109.24
1 H 2056 | LEU CA-C-N 6.00 126.31 119.83
1 H 2056 | LEU C-N-CA 6.00 126.31 119.83
1 E 3083 | ALA N-CA-C | -5.96 104.75 112.68
1 E 236 | ASN N-CA-C 5.96 118.23 109.24
1 B 3150 | THR | N-CA-CB | 5.92 117.99 110.23
1 G 3090 | CYS N-CA-C 5.92 119.12 109.24
1 E 3139 | ASP N-CA-C 5.92 120.57 113.23
1 A 3269 | ASN N-CA-C 5.89 118.34 107.73
1 D 236 | ASN N-CA-C 5.86 118.09 109.24
1 C 3090 | CYS N-CA-C 5.85 119.01 109.24
1 D 3269 | ASN N-CA-C 5.85 118.26 107.73
1 C 1298 | ILE CB-CA-C | -5.84 105.92 111.06
1 H 236 | ASN N-CA-C 0.83 118.04 109.24
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 G 236 | ASN N-CA-C 5.80 117.99 109.24
1 C 3150 | THR | N-CA-CB | 5.79 117.81 110.23
1 B 236 | ASN N-CA-C 5.78 117.97 109.24
1 B 3269 | ASN N-CA-C D.77 118.12 107.73
1 G 1305 | ALA N-CA-C | -5.76 104.69 110.97
1 C 236 | ASN N-CA-C 5.75 117.92 109.24
1 A 236 | ASN N-CA-C 2.7 117.92 109.24
1 G 3139 | ASP N-CA-C 5.72 120.33 113.23
1 F 3150 | THR | N-CA-CB | 5.72 117.73 110.23
1 G 3150 | THR | N-CA-CB | 5.70 117.70 110.23
1 C 90 CYS N-CA-C 5.69 118.83 109.72
1 D 155 ILE O-C-N 5.69 127.80 121.94
1 G 1094 | ASP N-CA-C 5.68 117.97 108.02
1 H 3139 | ASP N-CA-C 5.68 120.28 113.23
1 E 90 CYS N-CA-C 0.68 118.81 109.72
1 H 1158 | GLU N-CA-C 5.65 122.84 110.80
1 A 158 | GLU N-CA-C 5.62 122.77 110.80
1 D 3139 | ASP N-CA-C 5.62 120.19 113.23
1 F 236 | ASN N-CA-C 5.61 117.71 109.24
1 B 3139 | ASP N-CA-C 5.60 119.83 112.89
1 A 90 CYS N-CA-C 5.59 118.66 109.72
1 A 1194 | GLN O-C-N -5.08 114.41 121.67
1 A 1210 | THR CA-C-O 5.57 130.68 122.38
1 E 3150 | THR | N-CA-CB | 5.56 117.52 110.23
1 H 90 CYS N-CA-C 5.56 118.62 109.72
1 C 1268 | ILE O-C-N -5.95 116.17 122.72
1 H 3150 | THR | N-CA-CB | 5.55 117.50 110.23
1 C 1094 | ASP N-CA-C 5.55 117.73 108.02
1 B 1094 | ASP N-CA-C 5.53 117.70 108.02
1 A 1094 | ASP N-CA-C 5.52 117.69 108.02
1 A 94 ASP N-CA-C 5.52 117.52 108.52
1 D 2168 | ALA N-CA-C -5.51 106.53 113.20
1 E 2007 | GLN CA-C-N 5.50 128.12 120.63
1 E 2007 | GLN C-N-CA 5.50 128.12 120.63
1 G 90 CYS N-CA-C 5.50 118.52 109.72
1 D 3150 | THR | N-CA-CB | 548 117.41 110.23
1 A 1194 | GLN N-CA-C 5.47 120.85 114.62
1 B 90 CYS N-CA-C 5.46 118.46 109.72
1 G 3027 | MET N-CA-C 5.46 116.44 108.14
1 G 2168 | ALA N-CA-C -5.46 106.60 113.20
1 C 85 | ARG N-CA-C -5.45 107.19 112.97
1 H 2007 | GLN CA-C-N 5.39 127.96 120.63
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 H 2007 | GLN C-N-CA 5.39 127.96 120.63
1 A 3150 | THR | N-CA-CB | 5.39 117.29 110.23
1 H 1094 | ASP N-CA-C 5.39 117.45 108.02
1 A 3027 | MET N-CA-C 5.38 116.33 108.14
1 E 3027 | MET N-CA-C 5.38 116.32 108.14
1 G 3269 | ASN N-CA-C 5.37 117.95 108.24
1 C 3083 | ALA N-CA-C -5.36 105.56 112.68
1 F 3027 | MET N-CA-C 5.35 116.28 108.14
1 H 2168 | ALA N-CA-C -5.35 106.72 113.20
1 A 2168 | ALA N-CA-C -0.34 106.73 113.20
1 B 85 | ARG N-CA-C | -5.33 107.31 112.97
1 D 1094 | ASP N-CA-C 2.33 117.36 108.02
1 A 1164 | MET | N-CA-CB | 5.33 119.50 110.49
1 D 3083 | ALA N-CA-C -5.33 105.59 112.68
1 E 2168 | ALA N-CA-C -5.32 106.76 113.20
1 B 1094 | ASP N-CA-C 5.31 117.31 108.02
1 G 2007 | GLN CA-C-N 5.31 127.85 120.63
1 G 2007 | GLN C-N-CA 5.31 127.85 120.63
1 A 2007 | GLN CA-C-N 5.30 127.84 120.63
1 A 2007 | GLN C-N-CA 5.30 127.84 120.63
1 C 1268 | ILE CA-C-N 5.29 130.73 122.26
1 C 1268 | ILE C-N-CA 5.29 130.73 122.26
1 F o6 LEU CA-C-N 5.29 126.46 119.84
1 F o6 LEU C-N-CA 5.29 126.46 119.84
1 B 3027 | MET N-CA-C 5.28 116.17 108.14
1 C 2168 | ALA N-CA-C -5.28 106.82 113.20
1 D 3027 | MET N-CA-C 5.27 116.15 108.14
1 D 2007 | GLN CA-C-N 5.27 127.80 120.63
1 D 2007 | GLN C-N-CA 5.27 127.80 120.63
1 G 1298 | ILE CB-CA-C | -5.27 106.42 111.06
1 C 3027 | MET N-CA-C 5.26 116.14 108.14
1 E 94 ASP N-CA-C 0.23 117.04 108.52
1 F 2168 | ALA N-CA-C -5.22 106.88 113.20
1 F 2007 | GLN CA-C-N 5.22 127.73 120.63
1 F 2007 | GLN C-N-CA 5.22 127.73 120.63
1 F 90 CYS N-CA-C 5.21 118.06 109.72
1 F 85 | ARG N-CA-C -5.19 107.47 112.97
1 G 3140 | VAL N-CA-C 5.19 114.70 108.06
1 B 2007 | GLN CA-C-N 5.18 127.67 120.63
1 B 2007 | GLN C-N-CA 5.18 127.67 120.63
1 E 85 | ARG N-CA-C -5.18 107.48 112.97
1 D 90 CYS N-CA-C 5.17 117.99 109.72
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 H 3027 | MET N-CA-C 5.16 115.99 108.14
1 C o6 LEU CA-C-N 5.15 126.28 119.84
1 C o6 LEU C-N-CA 0.15 126.28 119.84
1 C 1269 | ASN N-CA-C 0.15 117.48 108.52
1 D 1298 | ILE CB-CA-C | -5.15 106.53 111.06
1 A 2094 | ASP N-CA-C 5.14 117.09 107.99
1 B 2168 | ALA N-CA-C -5.13 106.99 113.20
1 C 94 ASP N-CA-C 5.13 116.88 108.52
1 F 3139 | ASP N-CA-C 5.13 119.59 113.23
1 A 3140 | VAL N-CA-C 5.12 114.61 108.06
1 A 1298 | ILE CB-CA-C | -5.11 106.56 111.06
1 A 85 | ARG N-CA-C -5.11 107.56 112.97
1 G 85 | ARG N-CA-C -5.10 107.56 112.97
1 B 94 ASP N-CA-C 5.09 116.82 108.52
1 F 1094 | ASP N-CA-C 5.09 116.92 108.02
1 F 2239 | GLY N-CA-C 5.08 118.70 110.87
1 C 2094 | ASP N-CA-C 5.07 116.95 107.99
1 G 1064 | ILE CB-CA-C | -5.06 104.88 111.81
1 A 1164 | MET N-CA-C -5.05 100.03 110.80
1 A 192 ILE N-CA-C 5.05 115.24 108.17
1 E 3140 | VAL N-CA-C 5.05 114.53 108.06
1 G 2094 | ASP N-CA-C 5.04 116.92 107.99
1 A o6 LEU CA-C-N 5.04 126.14 119.84
1 A o6 LEU C-N-CA 5.04 126.14 119.84
1 H 85 | ARG N-CA-C | -5.02 107.65 112.97
1 D o6 LEU CA-C-N 5.01 126.10 119.84
1 D o6 LEU C-N-CA 5.01 126.10 119.84
1 H 94 ASP N-CA-C 5.00 116.68 108.52

There are no chirality outliers.

All (46) planarity outliers are listed below:

Mol | Chain | Res | Type Group
1 A | 1161 | ASP Peptide
1 A 1163 | HIS Peptide
1 A 1197 | MET Peptide
1 A 1198 | LYS Peptide
1 A 1210 | THR Peptide
1 A 158 | GLU Peptide
1 A 161 | ASP Peptide
1 A 163 | HIS Peptide
1 A 3138 | VAL Peptide

Continued on next page...
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Mol | Chain | Res | Type Group
1 A 3149 | LEU Peptide
1 A 3150 | THR Peptide
1 B 3138 | VAL Peptide
1 B 3149 | LEU Peptide
1 B 3150 | THR Peptide
1 C 1164 | MET Peptide
1 C 3138 | VAL Peptide
1 C 3149 | LEU Peptide
1 C 3150 | THR Peptide
1 D 1161 | ASP Peptide
1 D 1162 | SER Peptide
1 D 1164 | MET Peptide
1 D 164 | MET Peptide
1 D 3138 | VAL Peptide
1 D 3149 | LEU Peptide
1 D 3150 | THR Peptide
1 E 1155 | ILE | Mainchain,Peptide
1 E 163 | HIS Peptide
1 E 3138 | VAL Peptide
1 E 3149 | LEU Peptide
1 E 3150 | THR Peptide
1 F 1164 | MET Peptide
1 F 161 | ASP Peptide
1 F 164 | MET Peptide
1 F 3138 | VAL Peptide
1 F 3149 | LEU Peptide
1 F 3150 | THR Peptide
1 G 1155 | ILE Mainchain
1 G 158 | GLU Peptide
1 G 3138 | VAL Peptide
1 G 3149 | LEU Peptide
1 G 3150 | THR Peptide
1 H 1163 | HIS Peptide
1 H 3138 | VAL Peptide
1 H 3149 | LEU Peptide
1 H 3150 | THR 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
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the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 8970 0 9264 330 1
1 B 8769 0 9070 295 0
1 C 8856 0 9139 310 1
1 D 8856 0 9139 294 0
1 E 8787 0 9082 326 0
1 F 8856 0 9139 332 0
1 G 8799 0 9090 293 0
1 H 8844 0 9131 324 0
2 A 4 0 0 0 0
2 B 4 0 0 0 0
2 C 4 0 0 0 0
2 D 4 0 0 0 0
2 E 4 0 0 0 0
2 F 4 0 0 0 0
2 G 4 0 0 0 0
2 H 4 0 0 0 0
3 A 124 0 22 7 0
3 B 124 0 52 2 0
3 C 124 0 92 3 0
3 D 124 0 02 2 0
3 E 124 0 02 3 0
3 F 124 0 02 9 0
3 G 124 0 02 4 0
3 H 124 0 02 4 0

All All 71761 0 73470 2368 1

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 16.

All (2368) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.
Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:1204:GLY:HA2 1:B:3115:LEU:CD2 1.50 1.42
1:A:1194:GLN:O 1:A:1195:1LE:CG2 1.73 1.37
1:A:162:SER:O 1:A:165:GLY:CA 1.71 1.35
1:A:1194:GLN:O 1:A:1195:1LE:CB 1.81 1.27
1:A:1194:GLN:O 1:A:1195:ILE:HG22 1.25 1.22
1:C:3151:PRO:HG2 | 1:D:3151:PRO:HG2 1.24 1.15
1:E:3151:PRO:HG2 1:F:3151:PRO:HG2 1.25 1.15
1:A:1204:GLY:CA 1:B:3115:LEU:HD22 1.77 1.13

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:3177:LYS:HE2 1:F:173:GLN:CG 1.80 1.11
1:C:3177:LYS:CE 1:F:173:GLN:HG3 1.80 1.11
1:G:3151:PRO:HG2 1:H:3151:PRO:HG2 1.32 1.11
1:C:3177:LYS:HE2 1:F:173:GLN:HG3 1.21 1.10
1:A:162:SER:O 1:A:165:GLY:HA3 0.91 1.09
1:D:1161:ASP:HB2 1:F:183:LYS:NZ 1.68 1.08
1:D:1161:ASP:HB3 1:F:183:LYS:HE2 1.28 1.08
1:F:156:GLU:OE2 1:F:1176:ARG:HG3 1.52 1.07
1:F:1161:ASP:HB3 1:F:1166:LEU:CD1 1.85 1.05
1:F:1161:ASP:HB3 1:F:1166:LEU:HD13 1.34 1.04
1:D:1161:ASP:HB2 1:F:183:LYS:HZ1 1.21 1.03
1:A:1204:GLY:HA2 | 1:B:3115:LEU:HD22 1.03 1.02
1:E:3105:ARG:HD3 1:F:227:ARG:NH2 1.74 1.01
1:E:3105:ARG:HD3 | 1:F:227:ARG:HH22 1.20 0.99
1:A:1194:GLN:O 1:A:1195:1LE:HB 1.61 0.97
1:A:1204:GLY:CA 1:B:3115:LEU:CD2 2.38 0.97
1:E:3300:GLN:H 1:H:1300:GLN:NE2 1.64 0.96
1:F:3166:LEU:HB2 1:F:3169:ARG:HB2 1.47 0.96
1:A:3166:LEU:HB2 1:A:3169:ARG:HB2 1.47 0.96
1:C:3166:LEU:HB2 1:C:3169:ARG:HB2 1.47 0.95
1:B:3166:LEU:HB2 1:B:3169:ARG:HB2 1.47 0.95
1:E:3166:LEU:HB2 1:E:3169:ARG:HB2 1.47 0.95
1:D:3166:LEU:HB2 1:D:3169:ARG:HB2 1.48 0.95
1:H:3166:LEU:HB2 1:H:3169:ARG:HB2 1.48 0.95
1:E:1300: GLN:NE2 1:H:3300:GLN:H 1.65 0.93
1:E:1300: GLN:H 1:H:3300:GLN:NE2 1.66 0.93
1:G:3166:LEU:HB2 1:G:3169:ARG:HB2 1.47 0.93
1:F:1163:HIS:HB2 1:F:1166:LEU:HG 1.49 0.93
1:D:1161:ASP:HB3 1:F:183:LYS:CE 1.98 0.93
1:D:1161:ASP:CB 1:F:183:LYS:NZ 2.31 0.93
1:A:162:SER:C 1:A:165:GLY:HA3 1.93 0.92
1:A:1164:MET:O 1:A:1166:LEU:N 2.01 0.91
1:A:1204:GLY:HA2 | 1:B:3115:LEU:HD23 1.51 0.91
1:A:158:GLU:HA 1:A:159:ILE:HD13 1.51 0.90
1:H:3064:1ILE:HG12 1:H:3223:LEU:HB2 1.54 0.89
1:F:3064:1LE:HG12 1:F:3223:LEU:HB2 1.53 0.89
1:A:3064:ILE:HG12 1:A:3223:LEU:HB2 1.55 0.89
1:D:3064:ILE:HG12 1:D:3223:LEU:HB2 1.54 0.88
1:H:3072:LYS:HE3 3:H:3400:ANP:O1B 1.74 0.88
1:D:1159:ILE:HG21 1:D:1163:HIS:HD1 1.37 0.88
1:B:3064:ILE:HG12 1:B:3223:LEU:HB2 1.55 0.88
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:1193:ASN:ND2 | 1:A:1209: THR:HG23 1.88 0.87
1:G:3064:1ILE:HG12 1:G:3223:LEU:HB2 1.55 0.87
1:C:3064:1LE:HG12 1:C:3223:LEU:HB2 1.53 0.87
1:E:3064:ILE:HG12 1:E:3223:LEU:HB2 1.55 0.87
1:F:1153:ALA:O 1:F:1157:GLY:HA2 1.75 0.86
1:C:164:MET:O 1:C:166:LEU:N 2.09 0.85
1:F:3072:LYS:HE3 3:F:3400:ANP:O1B 1.74 0.85
1:C:2156:GLU:HA 1:C:3172:SER:OG 1.77 0.85
1:A:163:HIS:C 1:A:165:GLY:H 1.80 0.85
1:A:162:SER:O 1:A:165:GLY:C 2.20 0.84
1:C:1164:MET:HG3 1:C:1165:GLY:HA3 1.60 0.84
1:F:3143:VAL:HG23 1:F:3191:PHE:HA 1.59 0.84
1:E:3072:LYS:HE3 3:E:3400:ANP:O1B 1.79 0.83
1:E:3300: GLN:H 1:H:1300:GLN:HE22 1.27 0.83
1:E:3300: GLN:NE2 1:H:1300:GLN:H 1.76 0.83
1:G:3143:VAL:HG23 1:G:3191:PHE:HA 1.61 0.82
1:D:3072:LYS:HE3 3:D:3400:ANP:O1B 1.78 0.82
1:C:117:SER:O 1:C:119:PRO:HD3 1.81 0.81
1:D:90:CYS:SG 1:D:140:VAL:HG13 2.21 0.81
1:D:1158:GLU:O 1:D:1159:ILE:HB 1.81 0.81
1:E:117:SER:O 1:E:119:PRO:HD3 1.81 0.81
1:G:3151:PRO:HG2 1:H:3151:PRO:CG 2.10 0.81
1:A:90:CYS:SG 1:A:140:VAL:HG13 2.21 0.81
1:B:90:CYS:SG 1:B:140:VAL:HG13 2.20 0.81
1:H:117:SER:O 1:H:119:PRO:HD3 1.81 0.81
1:B:117:SER:O 1:B:119:PRO:HD3 1.81 0.81
1:E:2300:GLN:HE22 | 1:H:2299:GLY:HA2 1.45 0.81
1:E:2300: GLN:H 1:H:2300: GLN:NE2 1.79 0.80
1:G:117:SER:O 1:G:119:PRO:HD3 1.81 0.80
1:D:117:SER:O 1:D:119:PRO:HD3 1.80 0.80
1:F:1123:GLU:HB2 1:F:1152:LYS:HE3 1.63 0.80
1:E:90:CYS:SG 1:E:140:VAL:HG13 2.21 0.80
1:F:117:SER:O 1:F:119:PRO:HD3 1.81 0.80
1:G:90:CYS:SG 1:G:140:VAL:HG13 2.21 0.80
1:D:1222:ARG:HB2 1:D:1248:LYS:HB3 1.64 0.80
1:D:3143:VAL:HG23 1:D:3191:PHE:HA 1.63 0.80
1:E:1123:GLU:HB2 1:E:1152:LYS:HE3 1.64 0.80
1:C:3143:VAL:HG23 1:C:3191:PHE:HA 1.64 0.80
1:C:3177:LYS:HE2 1:F:173:GLN:CD 2.06 0.80
1:H:1123:GLU:HB2 1:H:1152:LYS:HE3 1.65 0.80
1:E:3175:MET:HG3 | 1:E:3218:TYR:HD1 1.47 0.79
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:G:3151:PRO:CG 1:H:3151:PRO:HG2 2.11 0.79
1:D:3077:LEU:HA 1:D:3080:ILE:HD12 1.64 0.79
1:A:1123:GLU:HB2 1:A:1152:LYS:HE3 1.64 0.79
1:A:117:SER:O 1:A:119:PRO:HD3 1.82 0.79
1:B:1222:ARG:HB2 1:B:1248:LYS:HB3 1.64 0.79
1:H:80:ILE:O 1:H:84:GLN:HB2 1.82 0.79
1:C:1123:GLU:HB2 1:C:1152:LYS:HE3 1.65 0.79
1:E:1222:ARG:HB2 1:E:1248:LYS:HB3 1.65 0.79
1:B:80:1ILE:O 1:B:84:GLN:HB2 1.83 0.78
1:B:1123:GLU:HB2 1:B:1152:LYS:HE3 1.66 0.78
1:B:3175:-MET:HG3 1:B:3218:TYR:HD1 1.47 0.78
1:C:90:CYS:SG 1:C:140:VAL:HG13 2.23 0.78
1:B:3143:VAL:HG23 1:B:3191:PHE:HA 1.64 0.78
1:D:80:ILE:O 1:D:84:GLN:HB2 1.82 0.78
1:H:3143:VAL:HG23 1:H:3191:PHE:HA 1.62 0.78
1:F:80:ILE:O 1:F:84:GLN:HB2 1.83 0.78
1:G:80:ILE:O 1:G:84:GLN:HB2 1.83 0.78
1:E:3143:VAL:HG23 1:E:3191:PHE:HA 1.64 0.78
1:F:3175:MET:HG3 1:F:3218:TYR:HD1 1.48 0.78
1:F:90:CYS:SG 1:F:140:VAL:HG13 2.23 0.78
1:A:1300:GLN:NE2 1:D:3300: GLN:H 1.81 0.78
1:C:80:ILE:O 1:C:84:GLN:HB2 1.84 0.78
1:A:3072:LYS:HE3 3:A:3400:ANP:O1B 1.84 0.78
1:A:3175:MET:HG3 | 1:A:3218:TYR:HD1 1.48 0.78
1:A:80:ILE:O 1:A:84:GLN:HB2 1.83 0.78
1:A:3143:VAL:HG23 1:A:3191:PHE:HA 1.64 0.78
1:G:3175:MET:HG3 | 1:G:3218:TYR:HD1 1.49 0.78
1:H:90:CYS:SG 1:H:140:VAL:HG13 2.24 0.78
1:C:1222:ARG:HB2 1:C:1248:LYS:HB3 1.65 0.77
1:H:1222:ARG:HB2 1:H:1248:LYS:HB3 1.65 0.77
1:D:1123:GLU:HB2 1:D:1152:LYS:HE3 1.65 0.77
1:D:3175:MET:HG3 | 1:D:3218:TYR:HD1 1.48 0.77
1:E:1300:GLN:HE22 | 1:H:3299:GLY:HA2 1.49 0.77
1:G:1123:GLU:HB2 1:G:1152:LYS:HE3 1.65 0.77
1:H:3077:LEU:HA 1:H:3080:ILE:HD12 1.67 0.77
1:H:3175:MET:HG3 | 1:H:3218:TYR:HD1 1.48 0.77
1:A:1197:MET:H 1:A:1198:LYS:HG3 1.47 0.77
1:E:80:ILE:O 1:E:84:GLN:HB2 1.84 0.77
1:F:1222:ARG:HB2 1:F:1248:LYS:HB3 1.65 0.77
1:F:1160:GLY:HA3 1:F:1164:MET:HE3 1.68 0.76
1:G:1222:ARG:HB2 1:G:1248:LYS:HB3 1.66 0.76
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:F:71:GLY:HA2 3:F:400:ANP:H5’1 1.68 0.76
1:A:1156:GLU:OE2 | 1:A:2176:ARG:HB2 1.85 0.75
1:E:93:ILE:HA 1:E:117:SER:OG 1.86 0.75
1:A:156:GLU:CD 1:A:1176:ARG:HG3 2.11 0.75
1:A:1222:ARG:HB2 1:A:1248:LYS:HB3 1.66 0.75
1:C:3175:MET:HG3 | 1:C:3218:TYR:HD1 1.49 0.75
1:A:1195:1ILE:HD11 1:A:1206:PRO:HB3 1.69 0.75
1:B:2300:GLN:NE2 1:C:2300:GLN:H 1.86 0.74
1:D:1161:ASP:CB 1:F:183:LYS:CE 2.66 0.74
1:B:3077:LEU:HA 1:B:3080:ILE:HD12 1.69 0.74
1:F:143: VAL:HG23 1:F:191:PHE:HA 1.70 0.74
1:D:2156:GLU:HA 1:D:3172:SER:OG 1.88 0.74
1:E:2304:ASN:HB3 1:H:2300:GLN:CD 2.12 0.74
1:B:143:VAL:HG23 1:B:191:PHE:HA 1.70 0.74
1:A:156:GLU:OE1 1:A:1176:ARG:HG3 1.89 0.73
1:G:2121:THR:HG23 1:G:2124:GLN:H 1.54 0.73
1:A:143:VAL:HG23 1:A:191:PHE:HA 1.68 0.73
1:C:3077:LEU:HA 1:C:3080:ILE:HD12 1.70 0.73
1:G:3077:LEU:HA 1:G:3080:ILE:HD12 1.68 0.73
1:A:2121:THR:HG23 1:A:2124:GLN:H 1.53 0.73
1:D:1159:ILE:HG21 1:D:1163:HIS:ND1 2.04 0.73
1:H:2121: THR:HG23 1:H:2124:GLN:H 1.53 0.73
1:A:3151:PRO:HG2 1:B:3151:PRO:HG2 1.71 0.73
1:C:3072:LYS:HE3 3:C:3400:ANP:O1B 1.88 0.73
1:H:93:ILE:HA 1:H:117:SER:OG 1.89 0.73
1:A:163:HIS:C 1:A:165:GLY:N 2.47 0.72
1:C:143:VAL:HG23 1:C:191:PHE:HA 1.70 0.72
1:E:143:VAL:HG23 1:E:191:PHE:HA 1.70 0.72
1:E:2121: THR:HG23 1:E:2124:GLN:H 1.54 0.72
1:A:93:ILE:HA 1:A:117:SER:OG 1.89 0.72
1:B:91:ALA:HB3 1:B:141:ILE:HG12 1.72 0.72
1:B:2121: THR:HG23 1:B:2124:GLN:H 1.54 0.72
1:A:91:ALA:HB3 1:A:141:ILE:HG12 1.72 0.72
1:B:2300:GLN:H 1:C:2300:GLN:NE2 1.88 0.72
1:E:3151:PRO:HG2 1:F:3151:PRO:CG 2.13 0.72
1:G:143:VAL:HG23 1:G:191:PHE:HA 1.71 0.72
1:H:143:VAL:HG23 1:H:191:PHE:HA 1.70 0.72
1:C:3151:PRO:HG2 1:D:3151:PRO:CG 2.12 0.72
1:D:157:GLY:CA 1:D:1172:SER:HB3 2.20 0.72
1:A:1071:GLY:HA2 | 3:A:1400:ANP:H5’1 1.72 0.72
1:D:143:VAL:HG23 1:D:191:PHE:HA 1.71 0.72
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:F:3044:SER:OG 1:F:3045:LEU:N 2.20 0.72
1:F:3077:LEU:HA 1:F:3080:ILE:HD12 1.70 0.72
1:A:1163:HIS:HB2 1:A:1166:LEU:HD12 1.71 0.71
1:C:2121:THR:HG23 1:C:2124:GLN:H 1.54 0.71
1:F:2121: THR:HG23 1:F:2124:GLN:H 1.55 0.71
1:A:1300:GLN:HE22 1:D:3300:GLN:H 1.36 0.71
1:E:3077:LEU:HA 1:E:3080:ILE:HD12 1.70 0.71
1:B:2118:GLN:HE22 1:B:3249:ASN:H 1.39 0.71
1:E:115:LEU:HA 1:E:1027:MET:O 1.91 0.71
1:D:2118:GLN:HE22 1:D:3249:ASN:H 1.39 0.71
1:E:2300:GLN:NE2 1:H:2300:GLN:H 1.87 0.71
1:A:156:GLU:OE2 1:A:1176:ARG:CG 2.38 0.71
1:D:1161:ASP:CB 1:F:183:LYS:HE2 2.16 0.71
1:D:2121:THR:HG23 1:D:2124:GLN:H 1.55 0.71
1:E:114:LEU:O 1:E:1028:ARG:HA 1.90 0.71
1:F:91:ALA:HB3 1:F:141:ILE:HG12 1.73 0.71
1:A:3077:LEU:HA 1:A:3080:ILE:HD12 1.72 0.71
1:D:93:ILE:HA 1:D:117:SER:OG 1.90 0.71
1:A:1146:VAL:HG11 | 1:A:1211:GLY:HA3 1.73 0.71
1:E:3044:SER:OG 1:E:3045:LEU:N 2.24 0.71
1:F:1163:HIS:CG 1:F:1166:LEU:HD21 2.26 0.70
1:A:1160:GLY:C 1:A:1161:ASP:OD1 2.34 0.70
1:B:3072:LYS:HE3 3:B:3400:ANP:O1B 1.91 0.70
1:E:91:ALA:HB3 1:E:141:ILE:HG12 1.73 0.70
1:D:91:ALA:HB3 1:D:141:ILE:HG12 1.73 0.70
1:D:157:GLY:HA2 1:D:1172:SER:HB3 1.73 0.70
1:H:91:ALA:HB3 1:H:141:.1ILE:HG12 1.73 0.70
1:E:2304:ASN:HB3 1:H:2300:GLN:OE1 1.91 0.70
1:F:1163:HIS:CD2 1:F:1166:LEU:HD21 2.27 0.70
1:B:93:ILE:HA 1:B:117:SER:OG 1.91 0.70
1:F:2118:GLN:HE22 1:F:3249:ASN:H 1.37 0.70
1:G:91:ALA:HB3 1:G:141:ILE:HG12 1.73 0.70
1:H:2118:GLN:HE22 1:H:3249:ASN:H 1.39 0.70
1:D:3044:SER:OG 1:D:3045:LEU:N 2.23 0.70
1:F:93:ILE:HA 1:F:117:SER:OG 1.91 0.70
1:E:1300:GLN:H 1:H:3300: GLN:HE22 1.37 0.69
1:A:1161:ASP:OD1 1:A:1161:ASP:N 2.25 0.69
1:C:2118:GLN:HE22 1:C:3249:ASN:H 1.40 0.69
1:G:93:ILE:HA 1:G:117:SER:OG 1.91 0.69
1:C:93:ILE:HA 1:C:117:SER:OG 1.92 0.69
1:C:91:ALA:HB3 1:C:141:.1ILE:HG12 1.74 0.68
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:1146:VAL:HG11 | 1:E:1211:GLY:HA3 1.76 0.68
1:G:3044:SER:OG 1:G:3045:LEU:N 2.23 0.68
1:H:131:ALA:HBI1 1:H:1017:ILE:HD12 1.76 0.68
1:F:1217:PHE:HA 1:F:1248:LYS:HE3 1.76 0.68
1:B:2300:GLN:N 1:C:2300:GLN:NE2 2.42 0.68
1:G:157:GLY:HA2 1:G:1172:SER:CB 2.23 0.68
1:H:1146:VAL:HG11 | 1:H:1211:GLY:HA3 1.76 0.68
1:A:2117:SER:O 1:A:2119:PRO:HD3 1.94 0.68
1:A:2118:GLN:HE22 1:A:3249:ASN:H 1.41 0.68
1:A:1300:GLN:H 1:D:3300:GLN:NE2 1.92 0.67
1:E:2118:GLN:HE22 1:E:3249:ASN:H 1.43 0.67
1:G:1305:ALA:O 1:G:1306: THR:C 2.38 0.67
1:G:2118:GLN:HE22 1:G:3249:ASN:H 1.42 0.67
1:A:1202:MET:HE2 1:A:1202:MET:HA 1.77 0.67
1:F:3185:SER:C 1:F:3187:THR:H 2.03 0.67
1:H:1217:PHE:HA 1:H:1248:LYS:HE3 1.77 0.67
1:A:156:GLU:OE2 1:A:1176:ARG:HG2 1.95 0.67
1:C:2063:GLU:OE1 1:C:2222:ARG:HD2 1.95 0.67
1:H:3044:SER:OG 1:H:3045:LEU:N 2.26 0.67
1:B:2300:GLN:HE22 1:C:2300:GLN:H 1.40 0.67
1:C:1146:VAL:HG11 | 1:C:1211:GLY:HA3 1.76 0.67
1:C:1217:PHE:HA 1:C:1248:LYS:HE3 1.77 0.67
1:B:3185:SER:C 1:B:3187: THR:H 2.02 0.67
1:D:1146:VAL:HG11 | 1:D:1211:GLY:HA3 1.77 0.67
1:G:1146:VAL:HG11 | 1:G:1211:GLY:HA3 1.76 0.67
1:A:3044:SER:OG 1:A:3045:LEU:N 2.27 0.67
1:B:3044:SER:OG 1:B:3045:LEU:N 2.25 0.67
1:C:3044:SER:OG 1:C:3045:LEU:N 2.27 0.67
1:E:3300: GLN:HE22 1:H:1300:GLN:H 1.43 0.67
1:C:2117:SER:O 1:C:2119:PRO:HD3 1.95 0.66
1:D:2117:SER:O 1:D:2119:PRO:HD3 1.95 0.66
1:C:1305:ALA:O 1:C:1306: THR:C 2.37 0.66
1:F:1305:ALA:O 1:F:1306: THR:C 2.39 0.66
1:B:1217:PHE:HA 1:B:1248:LYS:HE3 1.77 0.66
1:F:1123:GLU:HB2 1:F:1152:LYS:CE 2.25 0.66
1:F:1146:VAL:HG11 1:F:1211:GLY:HA3 1.77 0.66
1:G:1217:PHE:HA 1:G:1248:LYS:HE3 1.77 0.66
1:D:3185:SER:C 1:D:3187: THR:H 2.04 0.66
1:E:2117:SER:O 1:E:2119:PRO:HD3 1.95 0.66
1:H:156:GLU:CG 1:H:1176:ARG:HG3 2.26 0.66
1:H:2117:SER:O 1:H:2119:PRO:HD3 1.95 0.66
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:1217:PHE:HA 1:D:1248:LYS:HE3 1.77 0.66
1:G:3185:SER:C 1:G:3187:THR:H 2.04 0.66
1:D:3018:GLU:HG2 1:D:3024:GLY:H 1.61 0.65
1:G:114:LEU:O 1:G:1028:ARG:HA 1.96 0.65
1:C:3151:PRO:CG 1:D:3151:PRO:HG2 2.15 0.65
1:G:2117:SER:O 1:G:2119:PRO:HD3 1.95 0.65
1:E:1217:PHE:HA 1:E:1248:LYS:HE3 1.77 0.65
1:E:3185:SER:C 1:E:3187:THR:H 2.05 0.65
1:E:114:LEU:HB3 1:E:1029:LEU:HD12 1.78 0.65
1:A:1123:GLU:HB2 1:A:1152:LYS:CE 2.26 0.65
1:A:3185:SER:C 1:A:3187:THR:H 2.05 0.65
1:C:3185:SER:C 1:C:3187:THR:H 2.05 0.65
1:A:1217:PHE:HA 1:A:1248:LYS:HE3 1.79 0.65
1:A:1305:ALA:O 1:A:1306:THR:C 2.40 0.65
1:D:1305:ALA:O 1:D:1306:THR:C 2.40 0.65
1:D:1123:GLU:HB2 1:D:1152:LYS:CE 2.27 0.65
1:E:1123:GLU:HB2 1:E:1152:LYS:CE 2.26 0.65
1:H:1123:GLU:HB2 1:H:1152:LYS:CE 2.27 0.65
1:C:1123:GLU:HB2 1:C:1152:LYS:CE 2.27 0.65
1:D:2063:GLU:OE1 1:D:2222:ARG:HD2 1.96 0.65
1:B:1146:VAL:HG11 | 1:B:1211:GLY:HA3 1.78 0.64
1:E:3300: GLN:N 1:H:1300: GLN:NE2 2.43 0.64
1:G:1123:GLU:HB2 1:G:1152:LYS:CE 2.27 0.64
1:E:1308: TRP:HE3 1:E:1309:LEU:HD23 1.62 0.64
1:B:2117:SER:O 1:B:2119:PRO:HD3 1.97 0.64
1:H:2063:GLU:OE1 1:H:2222:ARG:HD2 1.97 0.64
1:A:1209: THR:HG22 1:A:1209:THR:O 1.96 0.64
1:A:2063:GLU:OE1 1:A:2222:ARG:HD2 1.97 0.64
1:A:1300:GLN:H 1:D:3300: GLN:HE22 1.46 0.64
1:C:3177:LYS:CE 1:F:173:GLN:CG 2.58 0.64
1:E:1300:GLN:NE2 1:H:3300:GLN:N 2.41 0.64
1:B:2063:GLU:OE1 1:B:2222:ARG:HD?2 1.98 0.64
1:G:1156:GLU:N 1:G:1156:GLU:OE2 2.31 0.64
1:E:3018:GLU:HG2 1:E:3024:GLY:H 1.63 0.64
1:F:143:VAL:O 1:F:192:ILE:HG12 1.97 0.64
1:F:160:GLY:HA2 1:F:166:LEU:HD11 1.79 0.64
1:G:157:GLY:HA2 1:G:1172:SER:HB3 1.79 0.64
1:G:2076: THR:HG22 | 1:G:2077:LEU:HD12 1.80 0.64
1:H:3029:LEU:HD23 | 1:H:3254:PRO:HD2 1.80 0.64
1:G:2063:GLU:OE1 1:G:2222:ARG:HD2 1.98 0.64
1:H:156:GLU:HG2 1:H:1176:ARG:HG3 1.80 0.64
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:B:1123:GLU:HB2 1:B:1152:LYS:CE 2.28 0.63
1:A:1163:HIS:O 1:A:1164:MET:C 2.41 0.63
1:B:1300:GLN:H 1:C:3300:GLN:NE2 1.97 0.63
1:C:1308:TRP:HE3 | 1:C:1309:LEU:HD23 1.63 0.63
1:F:1308: TRP:HE3 1:F:1309:LEU:HD23 1.61 0.63
1:B:156:GLU:CD 1:B:1176:ARG:HG3 2.23 0.63
1:D:1308: TRP:HE3 | 1:D:1309:LEU:HD23 1.62 0.63
1:F:68:GLU:HB2 3:F:400:ANP:02G 1.98 0.63
1:D:143:VAL:O 1:D:192:ILE:HG12 1.98 0.63
1:F:3029:LEU:HD23 | 1:F:3254:PRO:HD2 1.80 0.63
1:H:3185:SER:C 1:H:3187: THR:H 2.05 0.63
1:A:1308:TRP:HE3 | 1:A:1309:LEU:HD23 1.62 0.63
1:B:2076: THR:HG22 | 1:B:2077:LEU:HD12 1.81 0.63
1:C:143:VAL:O 1:C:192:1ILE:HG12 1.98 0.63
1:C:1164:MET:HG3 1:C:1165:GLY:CA 2.28 0.63
1:E:2063:GLU:OE1 1:E:2222:ARG:HD2 1.98 0.63
1:H:143:VAL:O 1:H:192:ILE:HG12 1.97 0.63
1:C:3029:LEU:HD23 | 1:C:3254:PRO:HD2 1.80 0.63
1:G:3018:GLU:HG2 1:G:3024:GLY:H 1.64 0.63
1:H:118:GLN:HE21 1:H:1254:PRO:HB3 1.64 0.63
1:H:1308: TRP:HE3 | 1:H:1309:LEU:HD23 1.62 0.63
1:E:1300:GLN:HE22 1:H:3300:GLN:H 1.45 0.63
1:H:1140:VAL:HG12 | 1:H:1188:LEU:HB3 1.81 0.63
1:B:2300:GLN:NE2 1:C:2300:GLN:N 2.46 0.62
1:G:1308: TRP:HE3 | 1:G:1309:LEU:HD23 1.64 0.62
1:B:237:VAL:O 1:B:239:GLY:N 2.29 0.62
1:D:1140:VAL:HG12 | 1:D:1188:LEU:HB3 1.81 0.62
1:F:1300:GLN:H 1:G:3300: GLN:NE2 1.97 0.62
1:G:3029:LEU:HD23 | 1:G:3254:PRO:HD2 1.81 0.62
1:B:3029:LEU:HD23 | 1:B:3254:PRO:HD2 1.81 0.62
1:D:3029:LEU:HD23 | 1:D:3254:PRO:HD2 1.80 0.62
1:F:2063:GLU:OE1 1:F:2222:ARG:HD2 1.98 0.62
1:F:2117:SER:O 1:F:2119:PRO:HD3 1.98 0.62
1:F:3018:GLU:HG2 1:F:3024:GLY:H 1.63 0.62
1:B:1308:TRP:HE3 | 1:B:1309:LEU:HD23 1.63 0.62
1:D:1164:MET:HE2 1:D:1165:GLY:HA2 1.81 0.62
1:F:1140:VAL:HG12 1:F:1188:LEU:HB3 1.81 0.62
1:A:1156:GLU:OE2 1:A:2176:ARG:CB 2.47 0.62
1:B:3018:GLU:HG2 1:B:3024:GLY:H 1.64 0.62
1:H:1305:ALA:O 1:H:1306:THR.:C 2.43 0.62
1:B:1305:ALA:O 1:B:1306: THR.:C 2.41 0.62
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:3029:LEU:HD23 | 1:E:3254:PRO:HD2 1.80 0.62
1:C:3018:GLU:HG2 1:C:3024:GLY:H 1.64 0.62
1:F:1153:ALA:O 1:F:1157:GLY:CA 2.47 0.62
1:C:3177:LYS:NZ 1:F:173:GLN:HG3 2.15 0.61
1:A:3018:GLU:HG2 1:A:3024:GLY:H 1.64 0.61
1:E:2076: THR:HG22 | 1:E:2077:LEU:HD12 1.82 0.61
1:G:3229:GLY:O 1:G:3230:ALA:CB 2.48 0.61
1:A:1159:ILE:HG22 1:A:1160:GLY:H 1.64 0.61
1:C:2076: THR:HG22 | 1:C:2077:LEU:HD12 1.82 0.61
1:D:1053:ALA:HB2 1:D:1251:ILE:HG21 1.83 0.61
1:A:3029:LEU:HD23 | 1:A:3254:PRO:HD2 1.81 0.61
1:B:1300:GLN:NE2 1:C:3300:GLN:H 1.98 0.61
1:H:3018:GLU:HG2 1:H:3024:GLY:H 1.64 0.61
1:G:1155:ILE:C 1:G:1156:GLU:OE2 2.44 0.61
1:A:2076: THR:HG22 | 1:A:2077:LEU:HD12 1.83 0.61
1:E:143:VAL:O 1:E:192:1LE:HG12 2.01 0.61
1:G:237:VAL:O 1:G:239:GLY:N 2.30 0.61
1:B:2300:GLN:HE21 | 1:C:2300:GLN:HB3 1.66 0.61
1:B:3229:GLY:O 1:B:3230:ALA:CB 2.49 0.61
1:C:1140:VAL:HG12 | 1:C:1188:LEU:HB3 1.83 0.61
1:G:143:VAL:O 1:G:192:ILE:HG12 2.00 0.61
1:H:143:VAL:HG21 1:H:191:PHE:CD1 2.36 0.61
1:A:143:VAL:HG21 1:A:191:PHE:CD1 2.36 0.60
1:G:1281:GLU:O 1:G:1283:LEU:N 2.33 0.60
1:D:3229:GLY:O 1:D:3230:ALA:CB 2.49 0.60
1:E:1140:VAL:HG12 1:E:1188:LEU:HB3 1.83 0.60
1:E:3105:ARG:CD 1:F:227:ARG:HH22 2.04 0.60
1:E:3229:GLY:O 1:E:3230:ALA:CB 2.49 0.60
1:F:143:VAL:HG21 1:F:191:PHE:CD1 2.36 0.60
1:A:1121: THR:OG1 1:A:1122:GLY:N 2.33 0.60
1:D:2076: THR:HG22 | 1:D:2077:LEU:HD12 1.82 0.60
1:E:1305:ALA:O 1:E:1306:THR:C 2.43 0.60
1:A:1071:GLY:HA2 3:A:1400:ANP:C5’ 2.31 0.60
1:A:1193:ASN:HD22 | 1:A:1209: THR:HG23 1.61 0.60
1:B:42: THR:HG21 1:B:47.LEU:HD22 1.84 0.60
1:D:1230:ALA:H 1:D:1241:GLU:H 1.50 0.60
1:B:143:VAL:HG21 1:B:191:PHE:CD1 2.37 0.60
1:C:1121: THR:OG1 1:C:1122:GLY:N 2.35 0.60
1:C:2090:CYS:HB3 | 1:C:2140:VAL:HG13 1.84 0.60
1:D:1161:ASP:CB 1:F:183:LYS:HZ3 2.14 0.60
1:E:2090:CYS:HB3 | 1:E:2140:VAL:HG13 1.84 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:1193:ASN:HD21 1:A:1211:GLY:H 1.47 0.60
1:G:143:VAL:HG21 1:G:191:PHE:CD1 2.36 0.60
1:G:2090:CYS:HB3 | 1:G:2140:VAL:HG13 1.83 0.60
1:B:1140:VAL:HG12 | 1:B:1188:LEU:HB3 1.83 0.60
1:C:2155:ILE:O 1:C:2156:GLU:HG3 2.02 0.60
1:C:2229:GLY:O 1:C:2230:ALA:HB2 2.01 0.60
1:E:2300: GLN:NE2 1:H:2300:GLN:N 2.49 0.60
1:F:3065:TYR:C 1:F:3065:TYR:CD2 2.80 0.60
1:G:1121:THR:OG1 1:G:1122:GLY:N 2.34 0.60
1:A:1053:ALA:HB2 1:A:1251:1LE:HG21 1.83 0.60
1:B:2229:GLY:O 1:B:2230:ALA:HB2 2.02 0.60
1:D:1161:ASP:HB2 1:F:183:LYS:HZ3 1.61 0.60
1:E:3065: TYR:HD2 1:E:3065: TYR:C 2.10 0.60
1:G:3082:ALA:HA 1:G:3085:ARG:HB2 1.83 0.60
1:A:114:LEU:HB3 1:A:1029:LEU:HD12 1.84 0.60
1:C:71:GLY:HA2 3:C:400:ANP:H5’1 1.84 0.60
1:F:2229:GLY:O 1:F:2230:ALA:HB2 2.02 0.60
1:H:2229:GLY:O 1:H:2230:ALA:HB2 2.02 0.60
1:C:3229:GLY:O 1:C:3230:ALA:CB 2.49 0.60
1:D:3065: TYR:HD2 1:D:3065: TYR:C 2.10 0.60
1:E:1053:ALA:HB2 1:E:1251:ILE:HG21 1.82 0.60
1:F:42:THR:HG21 1:F:47:LEU:HD22 1.84 0.59
1:F:2090:CYS:HB3 1:F:2140:VAL:HG13 1.84 0.59
1:A:1161:ASP:HB3 | 1:A:1166:LEU:HD13 1.83 0.59
1:A:2090:CYS:HB3 | 1:A:2140:VAL:HG13 1.84 0.59
1:A:2229:GLY:O 1:A:2230:ALA:HB2 2.02 0.59
1:A:3229:GLY:O 1:A:3230:ALA:CB 2.50 0.59
1:B:2090:CYS:HB3 | 1:B:2140:VAL:HG13 1.82 0.59
1:F:1053:ALA:HB2 1:F:1251:1LE:HG21 1.84 0.59
1:H:2076: THR:HG22 | 1:H:2077:LEU:HD12 1.82 0.59
1:C:2018:GLU:HG2 1:C:2024:GLY:H 1.67 0.59
1:E:143:VAL:HG21 1:E:191:PHE:CD1 2.37 0.59
1:C:1281:GLU:O 1:C:1283:LEU:N 2.35 0.59
1:E:2229:GLY:O 1:E:2230:ALA:HB2 2.03 0.59
1:E:3065: TYR:C 1:E:3065: TYR:CD2 2.80 0.59
1:G:3057:PRO:O 1:G:3188:LEU:HD13 2.02 0.59
1:E:237:VAL:O 1:E:239:GLY:N 2.30 0.59
1:B:143:VAL:O 1:B:192:ILE:HG12 2.01 0.59
1:D:270:PHE:HA 1:D:273:GLU:HG2 1.84 0.59
1:D:2229:GLY:O 1:D:2230:ALA:HB2 2.02 0.59
1:F:3065:TYR:C 1:F:3065:TYR:HD2 2.10 0.59
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:H:3065:TYR:C 1:H:3065:TYR:CD2 2.81 0.59
1:C:237:VAL:O 1:C:239:GLY:N 2.31 0.59
1:C:3057:PRO:O 1:C:3188:LEU:HD13 2.02 0.59
1:D:2090:CYS:HB3 | 1:D:2140:VAL:HG13 1.84 0.59
1:D:3065: TYR:C 1:D:3065: TYR:CD2 2.81 0.59
1:G:1053:ALA:HB2 1:G:1251:ILE:HG21 1.84 0.59
1:H:1281:GLU:O 1:H:1283:LEU:N 2.36 0.59
1:H:3229:GLY:O 1:H:3230:ALA:CB 2.50 0.59
1:E:3082:ALA:HA 1:E:3085:ARG:HB2 1.84 0.59
1:A:42: THR:HG21 1:A:47:LEU:HD22 1.84 0.59
1:B:1053:ALA:HB2 1:B:1251:ILE:HG21 1.84 0.59
1:D:42: THR:HG21 1:D:47:-LEU:HD22 1.85 0.59
1:D:3082:ALA:HA 1:D:3085:ARG:HB2 1.84 0.59
1:B:2300:GLN:H 1:C:2300:GLN:HE22 1.49 0.59
1:E:1092:PHE:CE2 1:E:1094:ASP:HB2 2.38 0.59
1:F:3064:1ILE:HG12 1:F:3223:LEU:CB 2.31 0.59
1:F:3229:GLY:O 1:F:3230:ALA:CB 2.50 0.59
1:G:270:PHE:HA 1:G:273:GLU:HG2 1.84 0.59
1:C:1053:ALA:HB2 1:C:1251:ILE:HG21 1.84 0.58
1:D:237:VAL:O 1:D:239:GLY:N 2.30 0.58
1:D:3175:MET:HG3 | 1:D:3218:TYR:CD1 2.36 0.58
1:E:1230:ALA:H 1:E:1241:GLU:H 1.51 0.58
1:E:3300:GLN:NE2 1:H:1300:GLN:N 2.49 0.58
1:F:3057:PRO:O 1:F:3188:LEU:HD13 2.03 0.58
1:G:3065: TYR:HD2 1:G:3065: TYR:C 2.12 0.58
1:H:3057:PRO:O 1:H:3188:LEU:HD13 2.03 0.58
1:A:143:VAL:O 1:A:192:ILE:HG12 2.03 0.58
1:A:2018:GLU:HG2 1:A:2024:GLY:H 1.67 0.58
1:A:3082:ALA:HA 1:A:3085:ARG:HB2 1.84 0.58
1:C:143:VAL:HG21 1:C:191:PHE:CD1 2.38 0.58
1:D:143:VAL:HG21 1:D:191:PHE:CD1 2.38 0.58
1:D:3057:PRO:O 1:D:3188:LEU:HD13 2.03 0.58
1:F:2076: THR:HG22 | 1:F:2077:LEU:HD12 1.82 0.58
1:F:3006:LYS:HG3 1:F:3007:GLN:H 1.68 0.58
1:H:1230:ALA:H 1:H:1241:GLU:H 1.51 0.58
1:B:2018:GLU:HG2 1:B:2024:GLY:H 1.69 0.58
1:H:237:VAL:O 1:H:239:GLY:N 2.31 0.58
1:B:1121: THR:OG1 1:B:1122:GLY:N 2.36 0.58
1:D:1141:ILE:HG21 | 1:D:1189:LEU:HD12 1.85 0.58
1:D:1281:GLU:O 1:D:1283:LEU:N 2.37 0.58
1:E:1145:SER:HB2 1:E:1192:ILE:O 2.02 0.58
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:F:1121: THR:OG1 1:F:1122:GLY:N 2.36 0.58
1:G:1140:VAL:HG12 | 1:G:1188:LEU:HB3 1.85 0.58
1:G:3006:LYS:HG3 1:G:3007:GLN:H 1.69 0.58
1:H:1053:ALA:HB2 1:H:1251:1ILE:HG21 1.84 0.58
1:H:3065:TYR:C 1:H:3065: TYR:HD2 2.10 0.58
1:A:1161:ASP:CG 1:A:1166:LEU:HD13 2.29 0.58
1:A:1230:ALA:H 1:A:1241:GLU:H 1.52 0.58
1:B:1092:PHE:CE2 1:B:1094:ASP:HB2 2.39 0.58
1:B:3057:PRO:O 1:B:3188:LEU:HD13 2.03 0.58
1:A:1141:ILE:HG21 | 1:A:1189:LEU:HD12 1.85 0.58
1:C:1092:PHE:CE2 1:C:1094:ASP:HB2 2.39 0.58
1:D:1092:PHE:CE2 1:D:1094:ASP:HB2 2.38 0.58
1:F:1114:LEU:HB3 1:F:2029:LEU:HD12 1.86 0.58
1:G:3065:TYR:C 1:G:3065: TYR:CD2 2.82 0.58
1:A:3065:TYR:HD2 1:A:3065:TYR:C 2.12 0.58
1:B:2217:PHE:O 1:B:2248:LYS:NZ 2.37 0.58
1:E:270:PHE:HA 1:E:273:GLU:HG2 1.85 0.58
1:E:3057:PRO:O 1:E:3188:LEU:HD13 2.04 0.58
1:B:1299:GLY:HA2 | 1:C:3300:GLN:HE22 1.68 0.58
1:C:3065: TYR:HD2 1:C:3065:TYR:C 2.12 0.58
1:E:42: THR:HG21 1:E:47:-LEU:HD22 1.85 0.58
1:F:3082:ALA:HA 1:F:3085:ARG:HB2 1.86 0.58
1:A:1145:SER:HB2 1:A:1192:ILE:O 2.03 0.58
1:D:2018:GLU:HG2 1:D:2024:GLY:H 1.69 0.58
1:F:1161:ASP:CB 1:F:1166:LEU:HD13 2.23 0.58
1:F:3100:ASP:O 1:F:3101:PRO:C 2.46 0.58
1:G:42: THR:HG21 1:G:47.LEU:HD22 1.86 0.58
1:G:3072:LYS:HE3 3:G:3400:ANP:0O1B 2.03 0.58
1:A:1140:VAL:HG12 | 1:A:1188:LEU:HB3 1.85 0.58
1:C:1230:ALA:HA 1:C:1240:SER:HA 1.86 0.58
1:C:3006:LYS:HG3 1:C:3007:GLN:H 1.68 0.58
1:F:3300:GLN:NE2 1:G:1300:GLN:H 2.02 0.58
1:G:2229:GLY:O 1:G:2230:ALA:HB2 2.03 0.58
1:A:1161:ASP:CB 1:A:1166:LEU:HD13 2.34 0.57
1:A:1281:GLU:O 1:A:1283:LEU:N 2.37 0.57
1:D:1145:SER:HB2 1:D:1192:ILE:O 2.04 0.57
1:E:1230:ALA:HA 1:E:1240:SER:HA 1.86 0.57
1:E:1300:GLN:N 1:H:3300:GLN:NE2 2.46 0.57
1:E:2018:GLU:HG2 1:E:2024:GLY:H 1.69 0.57
1:E:2300: GLN:N 1:H:2300:GLN:NE2 2.50 0.57
1:F:3300:GLN:H 1:G:1300:GLN:NE2 2.02 0.57
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:G:1141:ILE:HG21 | 1:G:1189:LEU:HD12 1.86 0.57
1:B:1123:GLU:HB2 1:B:1152:LYS:HZ2 1.68 0.57
1:C:1230:ALA:H 1:C:1241:GLU:H 1.52 0.57
1:C:2217:PHE:O 1:C:2248:LYS:NZ 2.36 0.57
1:D:155:1LE:C 1:D:157:GLY:N 2.60 0.57
1:E:1141:ILE:HG21 | 1:E:1189:LEU:HD12 1.86 0.57
1:H:2090:CYS:HB3 | 1:H:2140:VAL:HG13 1.85 0.57
1:B:1230:ALA:H 1:B:1241:GLU:H 1.52 0.57
1:C:3065:TYR:C 1:C:3065:TYR:CD2 2.82 0.57
1:F:2018:GLU:HG2 1:F:2024:GLY:H 1.68 0.57
1:F:3175:MET:HG3 1:F:3218:TYR:CD1 2.37 0.57
1:H:3082:ALA:HA 1:H:3085:ARG:HB2 1.87 0.57
1:A:1230:ALA:HA 1:A:1240:SER:HA 1.87 0.57
1:C:42: THR:HG21 1:C:47:-LEU:HD22 1.86 0.57
1:C:1065:TYR:C 1:C:1065:TYR:CD1 2.82 0.57
1:D:92:PHE:N 1:D:115:LEU:O 2.37 0.57
1:F:92:PHE:N 1:F:115:LEU:O 2.37 0.57
1:H:153:ALA:O 1:H:157:GLY:N 2.37 0.57
1:H:270:PHE:HA 1:H:273:GLU:HG2 1.85 0.57
1:H:2018:GLU:HG2 1:H:2024:GLY:H 1.69 0.57
1:A:237:VAL:O 1:A:239:GLY:N 2.31 0.57
1:C:3082:ALA:HA 1:C:3085:ARG:HB2 1.85 0.57
1:H:1092:PHE:CE2 1:H:1094:ASP:HB2 2.39 0.57
1:H:3006:LYS:HG3 1:H:3007:GLN:H 1.70 0.57
1:A:2217:PHE:O 1:A:2248:LYS:NZ 2.37 0.57
1:C:270:PHE:HA 1:C:273:GLU:HG2 1.84 0.57
1:E:1123:GLU:HB2 1:E:1152:LYS:HZ2 1.70 0.57
1:E:3006:LYS:HG3 1:E:3007:GLN:H 1.70 0.57
1:F:1230:ALA:HA 1:F:1240:SER:HA 1.86 0.57
1:A:3306: THR:O 1:A:3308: TRP:N 2.38 0.57
1:C:1091:ALA:HB3 1:C:1141:1ILE:HG12 1.87 0.57
1:D:2217:PHE:O 1:D:2248:LYS:NZ 2.37 0.57
1:G:2018:GLU:HG2 1:G:2024:GLY:H 1.69 0.57
1:B:3006:LYS:HG3 1:B:3007:GLN:H 1.70 0.57
1:D:1123:GLU:HB2 1:D:1152:LYS:HZ1 1.69 0.57
1:E:1121:THR:OG1 1:E:1122:GLY:N 2.37 0.57
1:E:1300:GLN:HE21 1:H:3300:GLN:H 1.53 0.57
1:F:2217:PHE:O 1:F:2248:LYS:NZ 2.37 0.57
1:G:1230:ALA:H 1:G:1241:GLU:H 1.52 0.57
1:B:2300:GLN:N 1:C:2300:GLN:HE22 2.02 0.57
1:D:3006:LYS:HG3 1:D:3007:GLN:H 1.69 0.57
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:G:42: THR:HA 1:G:79:VAL:HG12 1.87 0.57
1:A:1063:GLU:OE2 | 1:A:1209:THR:0OG1 2.20 0.57
1:E:2217:PHE:O 1:E:2248:LYS:NZ 2.38 0.57
1:F:1065:TYR:C 1:F:1065:TYR:CD1 2.83 0.57
1:D:3100:ASP:O 1:D:3101:PRO:C 2.46 0.56
1:F:1092:PHE:CE2 1:F:1094:ASP:HB2 2.39 0.56
1:F:1145:SER:HB2 1:F:1192:.1LE:O 2.04 0.56
1:H:1230:ALA:HA 1:H:1240:SER:HA 1.86 0.56
1:A:270:PHE:HA 1:A:273:GLU:HG2 1.85 0.56
1:D:3064:ILE:HG12 1:D:3223:LEU:CB 2.31 0.56
1:E:1065:TYR:CD1 1:E:1065: TYR:C 2.83 0.56
1:B:1065:TYR:CD1 1:B:1065:TYR:C 2.84 0.56
1:B:3082:ALA:HA 1:B:3085:ARG:HB2 1.86 0.56
1:C:92:PHE:N 1:C:115:LEU:O 2.36 0.56
1:C:1060:ARG:HB3 1:C:1220:SER:OG 2.06 0.56
1:C:2155:1LE:C 1:C:2156:GLU:HG3 2.30 0.56
1:C:3177:LYS:CE 1:F:173:GLN:CD 2.76 0.56
1:D:1065: TYR:CD1 1:D:1065: TYR:C 2.83 0.56
1:D:1230:ALA:HA 1:D:1240:SER:HA 1.86 0.56
1:F:131:ALA:HB1 1:F:1017:ILE:HD12 1.87 0.56
1:G:1065:TYR:CD1 1:G:1065:TYR:C 2.84 0.56
1:G:2217:PHE:O 1:G:2248:LYS:NZ 2.38 0.56
1:H:92:PHE:N 1:H:115:LEU:O 2.37 0.56
1:A:1092:PHE:CE2 1:A:1094:ASP:HB2 2.40 0.56
1:A:3006:LYS:HG3 1:A:3007:GLN:H 1.70 0.56
1:C:3306: THR:O 1:C:3308: TRP:N 2.39 0.56
1:E:1091:ALA:HB3 1:E:1141:1ILE:HG12 1.88 0.56
1:F:270:PHE:HA 1:F:273:GLU:HG2 1.86 0.56
1:G:1092:PHE:CE2 1:G:1094:ASP:HB2 2.40 0.56
1:G:1230:ALA:HA 1:G:1240:SER:HA 1.87 0.56
1:H:1065:TYR:CD1 1:H:1065: TYR:C 2.83 0.56
1:E:92:PHE:N 1:E:115:LEU:O 2.39 0.56
1:F:1163:HIS:HB2 1:F:1166:LEU:.CG 2.29 0.56
1:F:1230:ALA:H 1:F:1241:GLU:H 1.53 0.56
1:H:1091:ALA:HB3 1:H:1141:ILE:HG12 1.88 0.56
1:H:2217:PHE:O 1:H:2248:LYS:NZ 2.39 0.56
1:B:1281:GLU:O 1:B:1283:LEU:N 2.38 0.56
1:F:1123:GLU:HB2 1:F:1152:LYS:NZ 2.21 0.56
1:F:1281:GLU:O 1:F:1283:LEU:N 2.39 0.56
1:G:3100:ASP:O 1:G:3101:PRO:C 2.49 0.56
1:H:1145:SER:HB2 1:H:1192:ILE:O 2.05 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:3065:TYR:C 1:A:3065:TYR:CD2 2.82 0.56
1:B:1145:SER:HB2 1:B:1192:ILE:O 2.05 0.56
1:C:1145:SER:HB2 1:C:1192:ILE:O 2.06 0.56
1:G:1145:SER:HB2 1:G:1192:ILE:O 2.05 0.56
1:B:1091:ALA:HB3 1:B:1141:ILE:HG12 1.88 0.56
1:E:3311:ASP:HB3 1:F:286:LYS:NZ 2.20 0.56
1:H:42:THR:HG21 1:H:47:LEU:HD22 1.87 0.56
1:A:1060:ARG:HB3 1:A:1220:SER:OG 2.06 0.56
1:A:1065:TYR:CD1 1:A:1065:TYR:C 2.84 0.56
1:B:1141:ILE:HG21 | 1:B:1189:LEU:HD12 1.87 0.56
1:B:3065:TYR:C 1:B:3065:TYR:CD2 2.84 0.56
1:F:237:VAL:O 1:F:239:GLY:N 2.33 0.56
1:B:3100:ASP:O 1:B:3101:PRO:C 2.47 0.56
1:C:1298:ILE:HG13 1:C:1299:GLY:N 2.20 0.56
1:D:1091:ALA:HB3 | 1:D:1141:1LE:HG12 1.88 0.56
1:E:3151:PRO:CG 1:F:3151:PRO:HG2 2.18 0.56
1:H:1141:ILE:HG21 | 1:H:1189:LEU:HD12 1.87 0.56
1:A:154:GLU:O 1:A:156:GLU:O 2.23 0.55
1:E:3175:MET:HG3 | 1:E:3218:TYR:CD1 2.35 0.55
1:H:3064:1ILE:HG12 1:H:3223:LEU:CB 2.32 0.55
1:A:3064:1ILE:HG12 1:A:3223:LEU:CB 2.32 0.55
1:C:164:MET:C 1:C:166:LEU:H 2.14 0.55
1:F:1141:ILE:HG21 1:F:1189:LEU:HD12 1.87 0.55
1:F:3300: GLN:HE22 1:G:1300:GLN:H 1.54 0.55
1:G:1060:ARG:HB3 1:G:1220:SER:OG 2.06 0.55
1:G:3175:MET:HG3 | 1:G:3218:TYR:CD1 2.37 0.55
1:A:1067:PRO:O 1:A:1070:SER:OG 2.22 0.55
1:A:1123:GLU:HB2 1:A:1152:LYS:HZ2 1.72 0.55
1:B:1230:ALA:HA 1:B:1240:SER:HA 1.88 0.55
1:E:232:LYS:HZ3 1:F:3266:GLU:HG3 1.71 0.55
1:F:3072:LYS:CE 3:F:3400:ANP:O1B 2.50 0.55
1:H:1067:PRO:O 1:H:1070:SER:OG 2.23 0.55
1:B:270:PHE:HA 1:B:273:GLU:HG2 1.87 0.55
1:B:3175:-MET:HG3 | 1:B:3218:TYR:CD1 2.35 0.55
1:B:3306: THR:O 1:B:3308: TRP:N 2.39 0.55
1:C:1078:GLN:O 1:C:1081:ALA:HB3 2.06 0.55
1:C:1153:ALA:O 1:C:1158:GLU:HA 2.06 0.55
1:A:1145:SER:O 1:A:1146:VAL:C 2.50 0.55
1:B:3065:TYR:C 1:B:3065: TYR:HD2 2.15 0.55
1:F:3306:THR:O 1:F:3308:TRP:N 2.39 0.9
1:A:42:THR:HA 1:A:79:VAL:HG12 1.88 0.55
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:42: THR:HA 1:B:79:VAL:HG12 1.89 0.55
1:B:92:PHE:N 1:B:115:LEU:O 2.38 0.55
1:B:3065: TYR:HE2 1:B:3224:ASP:CG 2.15 0.55
1:C:42: THR:HA 1:C:79:VAL:HG12 1.89 0.55
1:H:1121:THR:OG1 1:H:1122:GLY:N 2.37 0.55
1:E:1281:GLU:O 1:E:1283:LEU:N 2.38 0.55
1:E:2173:GLN:C 1:E:2175:MET:H 2.15 0.55
1:A:1123:GLU:HB2 1:A:1152:LYS:NZ 2.22 0.55
1:C:1141:ILE:HG21 | 1:C:1189:LEU:HD12 1.88 0.55
1:E:1153:ALA:O 1:E:1156:GLU:C 2.50 0.55
1:F:42: THR:HA 1:F:79:VAL:HG12 1.88 0.55
1:D:2173:GLN:C 1:D:2175:MET:H 2.15 0.55
1:E:42: THR:HA 1:E:79:VAL:HG12 1.88 0.55
1:F:118:GLN:NE2 1:F:1249:ASN:H 2.04 0.55
1:A:1204:GLY:HA3 | 1:B:3115:LEU:HD22 1.84 0.55
1:D:42:THR:HA 1:D:79:VAL:HG12 1.88 0.55
1:G:3306:THR:O 1:G:3308: TRP:N 2.40 0.55
1:A:3057:PRO:O 1:A:3188:LEU:HD13 2.07 0.54
1:D:1121:THR:0G1 1:D:1122:GLY:N 2.37 0.54
1:E:3306:THR:O 1:E:3308: TRP:N 2.40 0.54
1:F:1057:PRO:HB2 1:F:1060:ARG:HG3 1.89 0.54
1:B:1060:ARG:HB3 1:B:1220:SER:0G 2.08 0.54
1:D:1060:ARG:HB3 1:D:1220:SER:OG 2.08 0.54
1:G:1123:GLU:HB2 1:G:1152:LYS:HZ1 1.72 0.54
1:H:3072:LYS:CE 3:H:3400:ANP:O1B 2.53 0.54
1:E:1123:GLU:HB2 1:E:1152:LYS:NZ 2.22 0.54
1:F:2173:GLN:C 1:F:2175:MET:H 2.15 0.54
1:F:3268:1LE:HG22 1:F:3269:ASN:N 2.23 0.54
1:G:2173:GLN:C 1:G:2175:-MET:H 2.15 0.54
1:B:1057:PRO:HB2 1:B:1060:ARG:HG3 1.90 0.54
1:B:2300: GLN:HE22 1:C:2300:GLN:N 2.03 0.54
1:E:1060:ARG:HB3 1:E:1220:SER:OG 2.08 0.54
1:A:1057:PRO:HB2 | 1:A:1060:ARG:HG3 1.90 0.54
1:C:1065:TYR:C 1:C:1065:TYR:HD1 2.16 0.54
1:C:1123:GLU:HB2 1:C:1152:LYS:NZ 2.22 0.54
1:C:3100:ASP:O 1:C:3101:PRO:C 2.50 0.54
1:C:156:GLU:HG2 1:C:1176:ARG:HG2 1.89 0.54
1:C:3064:1LE:HG12 1:C:3223:LEU:CB 2.30 0.54
1:F:1067:PRO:O 1:F:1070:SER:OG 2.23 0.54
1:F:3171:MET:C 1:F:3173:GLN:N 2.65 0.54
1:G:131:ALA:HBI1 1:G:1017:ILE:HD12 1.88 0.54
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:G:1078:GLN:O 1:G:1081:ALA:HB3 2.08 0.54
1:H:1114:LEU:HB3 | 1:H:2029:LEU:HD12 1.89 0.54
1:D:1123:GLU:HB2 1:D:1152:LYS:NZ 2.22 0.54
1:F:1060:ARG:HB3 1:F:1220:SER:OG 2.08 0.54
1:H:1057:PRO:HB2 1:H:1060:ARG:HG3 1.90 0.54
1:A:1229:GLY:O 1:A:1230:ALA:HB3 2.07 0.54
1:G:1067:PRO:O 1:G:1070:SER:OG 2.26 0.54
1:C:1057:PRO:HB2 1:C:1060:ARG:HG3 1.90 0.54
1:C:1123:GLU:HB2 1:C:1152:LYS:HZ2 1.73 0.54
1:D:1143:VAL:O 1:D:1192:ILE:HG13 2.08 0.54
1:G:1057:PRO:HB2 | 1:G:1060:ARG:HG3 1.89 0.54
1:H:1065:TYR:C 1:H:1065:TYR:HD1 2.16 0.54
1:H:3100:ASP:O 1:H:3101:PRO:C 2.51 0.54
1:B:1143:VAL:O 1:B:1192:ILE:HG13 2.09 0.53
1:B:2173:GLN:C 1:B:2175:MET:H 2.16 0.53
1:C:227:ARG:NH2 1:D:3105:ARG:HD3 2.24 0.53
1:G:1091:ALA:HB3 1:G:1141:ILE:HG12 1.89 0.53
1:B:1067:PRO:O 1:B:1070:SER:OG 2.23 0.53
1:G:2029:LEU:HD23 | 1:G:2254:PRO:HD2 1.89 0.53
1:A:1166:LEU:C 1:A:1168:ALA:H 2.16 0.53
1:B:1092:PHE:HB2 | 1:B:1114:LEU:HD11 1.90 0.53
1:C:2173:GLN:C 1:C:2175:MET:H 2.16 0.53
1:C:3084:GLN:HG2 1:C:3110:ASP:H 1.74 0.53
1:D:157:GLY:HA3 1:D:1172:SER:HB3 1.90 0.53
1:F:1091:ALA:HB3 1:F:1141:1LE:HG12 1.90 0.53
1:F:2156:GLU:HA 1:F:3172:SER:OG 2.08 0.53
1:G:3171:MET:C 1:G:3173:GLN:N 2.66 0.53
1:C:1166:LEU:C 1:C:1168:ALA:H 2.16 0.53
1:G:92:PHE:N 1:G:115:LEU:O 2.39 0.53
1:G:1166:LEU:C 1:G:1168:ALA:H 2.17 0.53
1:G:3143:VAL:HG21 | 1:G:3191:PHE:CD1 2.44 0.53
1:B:1078:GLN:O 1:B:1081:ALA:HB3 2.09 0.53
1:C:1229:GLY:O 1:C:1230:ALA:HB3 2.08 0.53
1:D:1166:LEU:C 1:D:1168:ALA:H 2.17 0.53
1:E:1166:LEU:C 1:E:1168:ALA:H 2.16 0.53
1:E:3064:ILE:HG12 1:E:3223:LEU:CB 2.33 0.53
1:E:3100:ASP:O 1:E:3101:PRO:C 2.52 0.53
1:G:1123:GLU:HB2 1:G:1152:LYS:NZ 2.23 0.53
1:H:1123:GLU:HB2 1:H:1152:LYS:NZ 2.23 0.53
1:A:1298:ILE:HG13 1:A:1299:GLY:N 2.23 0.53
1:B:131:ALA:HB1 1:B:1017:ILE:HD12 1.90 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:3171:MET:C 1:D:3173:GLN:N 2.66 0.53
1:E:1229:GLY:O 1:E:1230:ALA:HB3 2.08 0.53
1:H:1060:ARG:HB3 1:H:1220:SER:OG 2.09 0.53
1:H:3084:GLN:HG2 1:H:3110:ASP:H 1.74 0.53
1:H:3306: THR:O 1:H:3308: TRP:N 2.41 0.53
1:A:2173:GLN:C 1:A:2175:MET:H 2.16 0.53
1:E:3171:MET:C 1:E:3173:GLN:N 2.66 0.53
1:G:3059:GLY:HA2 1:G:3187:THR:O 2.08 0.53
1:H:2173:GLN:C 1:H:2175:MET:H 2.15 0.53
1:A:3105:ARG:HD3 1:B:227:ARG:NH2 2.24 0.53
1:B:1123:GLU:HB2 1:B:1152:LYS:NZ 2.23 0.53
1:C:3175:MET:HG3 | 1:C:3218: TYR:CD1 2.37 0.53
1:E:3300:GLN:HE22 | 1:H:1299:GLY:HA2 1.73 0.53
1:G:1229:GLY:O 1:G:1230:ALA:HB3 2.09 0.53
1:A:1091:ALA:HB3 1:A:1141:1ILE:HG12 1.89 0.53
1:A:3100:ASP:O 1:A:3101:PRO:C 2.52 0.53
1:C:1073: THR:HA 1:C:1076: THR:HB 1.91 0.53
1:E:2300:GLN:H 1:H:2300:GLN:HE22 1.55 0.53
1:A:46:SER:HA 1:A:49:ILE:HD12 1.91 0.53
1:A:1176:ARG:HA 1:A:1218:TYR:HE1 1.74 0.53
1:B:1145:SER:O 1:B:1146:VAL:C 2.52 0.53
1:C:3065:TYR:HE2 1:C:3224:ASP:CG 2.17 0.53
1:D:1057:PRO:HB2 1:D:1060:ARG:HG3 1.90 0.53
1:D:1222:ARG:HB2 1:D:1248:LYS:CB 2.37 0.53
1:E:1057:PRO:HB2 1:E:1060:ARG:HG3 1.90 0.53
1:E:1065: TYR:C 1:E:1065: TYR:HD1 2.17 0.53
1:F:1065:TYR:C 1:F:1065:TYR:HD1 2.17 0.53
1:F:3143:VAL:HG21 | 1:F:3191:PHE:CD1 2.44 0.53
1:G:1143:VAL:O 1:G:1192:ILE:HG13 2.09 0.53
1:H:42: THR:HA 1:H:79:VAL:HG12 1.90 0.53
1:A:3065: TYR:HE2 1:A:3224:ASP:CG 2.17 0.52
1:F:1308: TRP:CE3 1:F:1309:LEU:HD23 2.44 0.52
1:B:1166:LEU:C 1:B:1168:ALA:H 2.17 0.52
1:C:153:ALA:O 1:C:158:GLU:HB2 2.09 0.52
1:C:1327:LEU:C 1:C:1328:LEU:HD12 2.34 0.52
1:D:1229:GLY:O 1:D:1230:ALA:HB3 2.09 0.52
1:G:1176:ARG:HA 1:G:1218:TYR:HE1 1.74 0.52
1:H:1112:ASP:HA 1:H:2030:GLY:HA3 1.91 0.52
1:A:1092:PHE:HB2 | 1:A:1114:LEU:HD11 1.91 0.52
1:A:3084:GLN:HG2 1:A:3110:ASP:H 1.73 0.52
1:B:1176:ARG:HA 1:B:1218:TYR:HE1 1.73 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:1229:GLY:O 1:B:1230:ALA:HB3 2.08 0.52
1:B:2065:TYR:HE1 1:B:2224:ASP:CG 2.17 0.52
1:D:3306: THR:O 1:D:3308: TRP:N 2.42 0.52
1:G:3064:ILE:HG12 1:G:3223:LEU:CB 2.33 0.52
1:B:156:GLU:O 1:B:157:GLY:O 2.28 0.52
1:D:2178:LEU:O 1:D:2182:LEU:HG 2.09 0.52
1:E:1222:ARG:HB2 1:E:1248:LYS:CB 2.37 0.52
1:F:3065: TYR:HE2 1:F:3224:ASP:CG 2.18 0.52
1:A:1078:GLN:O 1:A:1081:ALA:HB3 2.09 0.52
1:A:1208: THR:HG21 | 1:A:1222:ARG:HH22 1.75 0.52
1:B:121: THR:HG21 1:B:152:LYS:HG3 1.92 0.52
1:C:1114:LEU:HB3 | 1:C:2029:LEU:HD12 1.90 0.52
1:C:1143:VAL:O 1:C:1192:ILE:HG13 2.10 0.52
1:C:2178:LEU:O 1:C:2182:LEU:HG 2.10 0.52
1:D:1176:ARG:HA 1:D:1218: TYR:HE1 1.75 0.52
1:D:3065: TYR:HE2 1:D:3224:ASP:CG 2.18 0.52
1:F:1176:ARG:HA 1:F:1218:TYR:HE1 1.74 0.52
1:A:1143:VAL:O 1:A:1192:ILE:HG13 2.09 0.52
1:A:3221:VAL:HA 1:A:3248:LYS:O 2.10 0.52
1:F:1123:GLU:HB2 1:F:1152:LYS:HZ2 1.75 0.52
1:G:1327:LEU:C 1:G:1328:LEU:HD12 2.34 0.52
1:H:1092:PHE:HB2 | 1:H:1114:LEU:HD11 1.91 0.52
1:H:3059:GLY:HA2 1:H:3187:THR:O 2.10 0.52
1:C:1222:ARG:HB2 1:C:1248:LYS:CB 2.37 0.52
1:C:1316:ALA:O 1:C:1319:ILE:N 2.43 0.52
1:D:1159:ILE:HG22 1:D:1161:ASP:H 1.74 0.52
1:E:3065: TYR:HE2 1:E:3224:ASP:CG 2.17 0.52
1:E:3300: GLN:N 1:H:1300:GLN:HE22 2.02 0.52
1:F:1166:LEU:C 1:F:1168:ALA:H 2.17 0.52
1:G:2178:LEU:O 1:G:2182:LEU:HG 2.10 0.52
1:H:118:GLN:NE2 1:H:1254:PRO:HB3 2.25 0.52
1:A:114:LEU:O 1:A:1028:ARG:HA 2.10 0.52
1:B:3171:MET:C 1:B:3173:GLN:N 2.66 0.52
1:B:2178:LEU:O 1:B:2182:LEU:HG 2.10 0.52
1:C:1176:ARG:HA 1:C:1218:TYR:HE1 1.74 0.52
1:D:157:GLY:HA2 1:D:1172:SER:CB 2.39 0.52
1:D:1298:ILE:HG13 1:D:1299:GLY:N 2.24 0.52
1:H:3171:MET:C 1:H:3173:GLN:N 2.67 0.52
1:C:3072:LYS:CE 3:C:3400:ANP:O1B 2.57 0.52
1:D:1078:GLN:O 1:D:1081:ALA:HB3 2.10 0.52
1:D:3268:ILE:HG22 1:D:3269:ASN:N 2.25 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:3105:ARG:HH11 1:F:227:ARG:NH2 2.09 0.52
1:F:71:GLY:CA 3:F:400:ANP:H51 2.38 0.52
1:F:1222: ARG:HB2 1:F:1248:LYS:CB 2.37 0.52
1:H:2149:LEU:O 1:H:2170:MET:HE1 2.10 0.52
1:A:92:PHE:N 1:A:115:LEU:O 2.38 0.51
1:B:1298:ILE:HG13 1:B:1299:GLY:N 2.23 0.51
1:E:1092:PHE:HB2 1:E:1114:LEU:HD11 1.91 0.51
1:F:2146:VAL:HA 1:F:2149:.LEU:HD23 1.92 0.51
1:F:2178:LEU:O 1:F:2182:LEU:HG 2.10 0.51
1:H:3175:MET:HG3 | 1:H:3218:TYR:CD1 2.36 0.51
1:A:1222:ARG:HB2 1:A:1248:LYS:CB 2.38 0.51
1:C:3171:MET:C 1:C:3173:GLN:N 2.67 0.51
1:F:46:SER:HA 1:F:49:ILE:HD12 1.92 0.51
1:F:107:LEU:CD2 1:F:267:GLY:HA3 2.40 0.51
1:H:1229:GLY:O 1:H:1230:ALA:HB3 2.09 0.51
1:H:3143:VAL:HG21 | 1:H:3191:PHE:CD1 2.45 0.51
1:A:156:GLU:OE2 1:A:1176:ARG:HG3 2.07 0.51
1:A:1091:ALA:HB3 1:A:1141:1ILE:HA 1.93 0.51
1:B:3249:ASN:OD1 1:B:3251:ILE:HG22 2.10 0.51
1:D:1145:SER:O 1:D:1146:VAL:C 2.53 0.51
1:E:1143:VAL:O 1:E:1192:ILE:HG13 2.10 0.51
1:F:2065:TYR:HE1 1:F:2224:ASP:CG 2.18 0.51
1:F:2118:GLN:NE2 1:F:3249:ASN:H 2.08 0.51
1:G:121:THR:HG21 1:G:152:LYS:HG3 1.92 0.51
1:A:132:LEU:HB2 1:A:141:ILE:HD11 1.92 0.51
1:A:1193:ASN:HD21 1:A:1209:THR:C 2.19 0.51
1:C:121:THR:HG21 1:C:152:LYS:HG3 1.93 0.51
1:C:2123:GLU:HG3 | 1:C:2170:-MET:HG3 1.92 0.51
1:D:1092:PHE:HB2 | 1:D:1114:LEU:HD11 1.92 0.51
1:F:125:ALA:C 1:F:127:GLU:H 2.17 0.51
1:A:2178:LEU:O 1:A:2182:LEU:HG 2.10 0.51
1:D:3084:GLN:HG2 1:D:3110:ASP:H 1.75 0.51
1:E:1078:GLN:O 1:E:1081:ALA:HB3 2.09 0.51
1:F:99:LEU:HD23 1:F:1255:PHE:CZ 2.46 0.51
1:F:118:GLN:HE21 1:F:1249:ASN:H 1.57 0.51
1:A:2042: THR:HG21 | 1:A:2047:LEU:HD22 1.93 0.51
1:C:131:ALA:HB1 1:C:1017:ILE:HD12 1.93 0.51
1:D:46:SER:HA 1:D:49:ILE:HD12 1.93 0.51
1:D:2308: TRP:HE3 | 1:D:2309:LEU:HD23 1.75 0.51
1:D:3059:GLY:HA2 1:D:3187:THR:O 2.10 0.51
1:F:3221:VAL:HA 1:F:3248:LYS:0O 2.11 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:H:1166:LEU:C 1:H:1168:ALA:H 2.17 0.51
1:H:2178:LEU:O 1:H:2182:LEU:HG 2.10 0.51
1:A:1065:TYR:C 1:A:1065:TYR:HD1 2.18 0.51
1:A:3175:MET:HG3 | 1:A:3218:TYR:CD1 2.37 0.51
1:A:3249:ASN:OD1 1:A:3251:ILE:HG22 2.10 0.51
1:B:2299:GLY:HA2 | 1:C:2300:GLN:HE22 1.76 0.51
1:E:1176:ARG:HA 1:E:1218: TYR:HE1 1.75 0.51
1:E:2065: TYR:HE1 1:E:2224:ASP:CG 2.18 0.51
1:E:3042: THR:OG1 1:E:3048:ASP:OD1 2.27 0.51
1:H:114:LEU:O 1:H:1028:ARG:HA 2.10 0.51
1:H:1145:SER:O 1:H:1146:VAL:C 2.53 0.51
1:H:1222:ARG:HB2 1:H:1248:LYS:CB 2.38 0.51
1:D:1065: TYR:C 1:D:1065: TYR:HD1 2.17 0.51
1:E:1053:ALA:HB2 1:E:1251:ILE:CG2 2.41 0.51
1:E:2300: GLN:NE2 1:H:2299:GLY:HA2 2.21 0.51
1:E:3084:GLN:HG2 1:E:3110:ASP:H 1.75 0.51
1:F:121: THR:HG21 1:F:152:LYS:HG3 1.93 0.51
1:F:1092:PHE:HB2 1:F:1114:.LEU:HD11 1.91 0.51
1:F:3300:GLN:H 1:G:1300:GLN:HE22 1.59 0.51
1:H:115:LEU:CD2 1:H:1028:ARG:HG2 2.41 0.51
1:H:1176:ARG:HA 1:H:1218: TYR:HE1 1.75 0.51
1:B:3221:VAL:HA 1:B:3248:LYS:0O 2.11 0.51
1:C:3059:GLY:HA2 1:C:3187:THR:O 2.10 0.51
1:F:1145:SER:O 1:F:1146:VAL:C 2.53 0.51
1:G:132:LEU:HB2 1:G:141:ILE:HD11 1.92 0.51
1:H:135:SER:OG 1:H:1013:ALA:HB1 2.11 0.51
1:H:3221:VAL:HA 1:H:3248:LYS:O 2.11 0.51
1:A:107:LEU:CD2 1:A:267:GLY:HA3 2.41 0.51
1:A:2123:GLU:HG3 | 1:A:2170:MET:HG3 1.93 0.51
1:A:3143:VAL:HG21 | 1:A:3191:PHE:CD1 2.46 0.51
1:B:107:LEU:CD2 1:B:267:GLY:HA3 2.41 0.51
1:B:3059:GLY:HA2 1:B:3187: THR:O 2.11 0.51
1:D:107:LEU:CD2 1:D:267:GLY:HA3 2.42 0.51
1:F:1143:VAL:O 1:F:1192:1LE:HG13 2.11 0.51
1:F:1229:GLY:O 1:F:1230:ALA:HB3 2.10 0.51
1:G:1298:ILE:HG13 1:G:1299:GLY:N 2.23 0.51
1:G:3221:VAL:HA 1:G:3248:LYS:0O 2.10 0.51
1:H:125:ALA:C 1:H:127:GLU:H 2.18 0.51
1:H:3065: TYR:HE2 1:H:3224:ASP:CG 2.18 0.51
1:H:3078:GLN:HG3 1:H:3268:1LE:HG13 1.93 0.51
1:B:1065:TYR:C 1:B:1065:TYR:HD1 2.17 0.50
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Atom-1 Atom-2 distance (A) overlap (A)

1:C:185:SER:HB2 1:C:187:THR:OG1 2.10 0.50
1:D:132:LEU:HB2 1:D:141:1ILE:HD11 1.93 0.50
1:D:2107:LEU:CD2 1:D:2267:GLY:HA3 2.41 0.50
1:D:3249:ASN:OD1 1:D:3251:ILE:HG22 2.11 0.50
1:E:232:LYS:NZ 1:F:3266:GLU:HG3 2.26 0.50
1:G:185:SER:HB2 1:G:187:THR:OG1 2.11 0.50
1:H:1078:GLN:O 1:H:1081:ALA:HB3 2.11 0.50
1:A:1327:LEU:C 1:A:1328:LEU:HD12 2.37 0.50
1:A:2107:LEU:CD2 1:A:2267:GLY:HA3 2.42 0.50
1:B:1073: THR:HA 1:B:1076: THR:HB 1.93 0.50
1:B:2149:LEU:O 1:B:2170:-MET:HE1 2.11 0.50
1:C:3143:VAL:HG21 | 1:C:3191:PHE:CD1 2.47 0.50
1:C:3221:VAL:HA 1:C:3248:LYS:O 2.10 0.50
1:D:1091:ALA:HB3 1:D:1141:ILE:HA 1.94 0.50
1:D:3221:VAL:HA 1:D:3248:LYS:O 2.11 0.50
1:D:3298:ILE:HG13 1:D:3299:GLY:N 2.27 0.50
1:F:1078:GLN:O 1:F:1081:ALA:HB3 2.11 0.50
1:F:2308: TRP:HE3 1:F:2309:LEU:HD23 1.76 0.50
1:G:107:LEU:CD2 1:G:267:GLY:HA3 2.42 0.50
1:G:1092:PHE:HB2 | 1:G:1114:LEU:HD11 1.93 0.50
1:H:1123:GLU:HB2 1:H:1152:LYS:HZ1 1.75 0.50
1:H:2042: THR:HG21 | 1:H:2047:LEU:HD22 1.94 0.50
1:A:1197:MET:O 1:A:1202:MET:HB2 2.11 0.50
1:A:3171:MET:C 1:A:3173:GLN:N 2.67 0.50
1:B:1308: TRP:CE3 1:B:1309:LEU:HD23 2.46 0.50
1:C:1092:PHE:HB2 | 1:C:1114:LEU:HD11 1.92 0.50
1:C:2065: TYR:HE1 1:C:2224:ASP:CG 2.19 0.50
1:D:185:SER:HB2 1:D:187: THR:0G1 2.12 0.50
1:D:2149:LEU:O 1:D:2170:MET:HE1 2.10 0.50
1:E:121: THR:HG21 1:E:152:LYS:HG3 1.92 0.50
1:E:1091:ALA:HB3 1:E:1141:ILE:HA 1.93 0.50
1:E:2149:LEU:O 1:E:2170:MET:HE1 2.11 0.50
1:E:3145:SER.:C 1:E:3147:ALA:N 2.68 0.50
1:F:1300:GLN:NE2 1:G:3300:GLN:H 2.10 0.50
1:G:3065: TYR:HE2 1:G:3224:ASP:CG 2.19 0.50
1:H:46:SER:HA 1:H:49:ILE:HD12 1.92 0.50
1:A:3064:ILE:O 1:A:3192:1LE:HA 2.11 0.50
1:B:162:SER:O 1:B:163:HIS:HB2 2.12 0.50
1:B:1222:ARG:HB2 1:B:1248:LYS:CB 2.37 0.50
1:D:3123:GLU:O 1:D:3124:GLN:C 2.55 0.50
1:E:185:SER:HB2 1:E:187:THR:0G1 2.12 0.50
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Atom-1 Atom-2 distance (A) overlap (A)

1:E:1145:SER:O 1:E:1146:VAL:C 2.54 0.50
1:E:1298:1LE:HG13 1:E:1299:GLY:N 2.25 0.50
1:F:1298:ILE:HG13 1:F:1299:GLY:N 2.26 0.50
1:F:2073: THR:HG23 | 1:F:2077:LEU:HD13 1.93 0.50
1:F:2300:GLN:HB3 | 1:G:2300:GLN:HE21 1.76 0.50
1:F:3078:GLN:HG3 1:F:3268:1LE:HG13 1.93 0.50
1:G:125:ALA:C 1:G:127:GLU:H 2.20 0.50
1:G:1222:ARG:HB2 1:G:1248:LYS:CB 2.38 0.50
1:G:1308:TRP:CE3 | 1:G:1309:LEU:HD23 2.46 0.50
1:H:152:LYS:O 1:H:156:GLU:OE2 2.29 0.50
1:A:2065:TYR:HE1 1:A:2224:ASP:CG 2.19 0.50
1:C:2073:THR:HG23 | 1:C:2077:LEU:HD13 1.94 0.50
1:C:3222:ARG:HG3 1:C:3248:LYS:HB3 1.93 0.50
1:E:1308: TRP:CE3 | 1:E:1309:LEU:HD23 2.45 0.50
1:E:1327:LEU:C 1:E:1328:LEU:HD12 2.37 0.50
1:F:3084:GLN:HG2 1:F:3110:ASP:H 1.76 0.50
1:G:1065: TYR:C 1:G:1065:TYR:HD1 2.18 0.50
1:G:1316:ALA:O 1:G:1319:ILE:N 2.44 0.50
1:G:3145:SER:C 1:G:3147:ALA:N 2.67 0.50
1:H:1143:VAL:O 1:H:1192:1LE:HG13 2.11 0.50
1:H:2065: TYR:HE1 1:H:2224:ASP:CG 2.20 0.50
1:H:2107:LEU:CD2 1:H:2267:GLY:HA3 2.41 0.50
1:A:2149:LEU:O 1:A:2170:MET:HE1 2.11 0.50
1:C:107:LEU:CD2 1:C:267:GLY:HA3 2.41 0.50
1:C:1091:ALA:HB3 1:C:1141:1ILE:HA 1.92 0.50
1:C:2149:LEU:O 1:C:2170:MET:HE1 2.12 0.50
1:D:3222:ARG:HG3 1:D:3248:LYS:HB3 1.93 0.50
1:E:125:ALA:C 1:E:127:GLU:H 2.20 0.50
1:E:2107:LEU:CD2 1:E:2267:GLY:HA3 2.42 0.50
1:E:3059:GLY:HA2 1:E:3187:THR:O 2.11 0.50
1:E:3143:VAL:HG21 1:E:3191:PHE:CD1 2.46 0.50
1:E:3145:SER:O 1:E:3147:ALA:N 2.44 0.50
1:E:3222: ARG:HG3 1:E:3248:LYS:HB3 1.93 0.50
1:F:132:LEU:HB2 1:F:141:1ILE:HD11 1.93 0.50
1:F:3059:GLY:HA2 1:F:3187:THR:O 2.11 0.50
1:G:2042: THR:HG21 | 1:G:2047:LEU:HD22 1.92 0.50
1:G:2073: THR:HG23 | 1:G:2077:LEU:HD13 1.94 0.50
1:G:2149:LEU:O 1:G:2170:MET:HE1 2.12 0.50
1:H:121: THR:HG21 1:H:152:LYS:HG3 1.92 0.50
1:H:1308: TRP:CE3 | 1:H:1309:LEU:HD23 2.44 0.50
1:H:3145:SER:C 1:H:3147:ALA:N 2.69 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:185:SER:HB2 1:A:187:THR:OG1 2.11 0.50
1:B:2073: THR:HG23 | 1:B:2077:LEU:HD13 1.94 0.50
1:C:132:LEU:HB2 1:C:141:1LE:HD11 1.94 0.50
1:D:2073: THR:HG23 | 1:D:2077:LEU:HD13 1.94 0.50
1:D:3143:VAL:HG21 | 1:D:3191:PHE:CD1 2.47 0.50
1:G:2308: TRP:HE3 | 1:G:2309:LEU:HD23 1.77 0.50
1:G:3123:GLU:O 1:G:3124:GLN:C 2.55 0.50
1:G:3249:ASN:OD1 1:G:3251:ILE:HG22 2.12 0.50
1:H:132:LEU:HB2 1:H:141:1ILE:HD11 1.93 0.50
1:H:278:GLY:HA3 1:H:284:1ILE:HD12 1.94 0.50
1:H:3249:ASN:OD1 1:H:3251:1LE:HG22 2.11 0.50
1:A:1193:ASN:ND2 1:A:1209:THR:CG2 2.68 0.50
1:A:1300:GLN:NE2 1:D:3300:GLN:N 2.57 0.50
1:A:1319:ILE:O 1:A:1323:VAL:HG23 2.12 0.50
1:B:132:LEU:HB2 1:B:141:ILE:HD11 1.93 0.50
1:C:319:ILE:O 1:C:323:VAL:HG23 2.11 0.50
1:C:1308: TRP:CE3 | 1:C:1309:LEU:HD23 2.46 0.50
1:E:1016:GLN:O 1:E:1020: GLN:HB2 2.12 0.50
1:E:1299:GLY:HA2 | 1:H:3300:GLN:HE22 1.76 0.50
1:E:2300: GLN:HB3 1:H:2300:GLN:HB3 1.93 0.50
1:G:2305:ALA:O 1:G:2306: THR:C 2.55 0.50
1:A:3222:ARG:HG3 1:A:3248:LYS:HB3 1.93 0.50
1:B:2123:GLU:HG3 | 1:B:2170:MET:HG3 1.94 0.50
1:B:2300:GLN:HB3 1:C:2300:GLN:HB3 1.94 0.50
1:D:157:GLY:CA 1:D:1172:SER:CB 2.88 0.50
1:D:1319:ILE:O 1:D:1323:VAL:HG23 2.12 0.50
1:E:46:SER:HA 1:E:49:ILE:HD12 1.93 0.50
1:F:1073: THR:HA 1:F:1076: THR:HB 1.93 0.50
1:F:2149:LEU:O 1:F¥:2170:MET:HE1 2.11 0.50
1:G:2123:GLU:HG3 | 1:G:2170:MET:HG3 1.93 0.50
1:H:45:LEU:HD23 1:H:270:PHE:CD1 2.47 0.50
1:A:125:ALA:C 1:A:127:GLU:H 2.20 0.49
1:B:1327:LEU:C 1:B:1328:LEU:HD12 2.37 0.49
1:B:2065:TYR:CD1 1:B:2065:TYR:C 2.90 0.49
1:B:2308:TRP:HE3 | 1:B:2309:LEU:HD23 1.77 0.49
1:C:2264:TYR:H 1:C:2264: TYR:HD2 1.60 0.49
1:D:121:THR:HG21 1:D:152:LYS:HG3 1.93 0.49
1:D:1053:ALA:HB2 1:D:1251:ILE:CG2 2.42 0.49
1:E:112:ASP:HA 1:E:1030:GLY:H 1.77 0.49
1:E:2178:LEU:O 1:E:2182:LEU:HG 2.10 0.49
1:E:3221:VAL:HA 1:E:3248:LYS:O 2.12 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:3249:ASN:OD1 1:E:3251:1LE:HG22 2.12 0.49
1:F:2042: THR:HG21 | 1:F:2047:LEU:HD22 1.94 0.49
1:F:3171:MET:O 1:F:3173:GLN:N 2.45 0.49
1:G:1145:SER:O 1:G:1146:VAL:C 2.55 0.49
1:G:3084:GLN:HG2 1:G:3110:ASP:H 1.77 0.49
1:B:2264: TYR:HD2 1:B:2264:TYR:H 1.60 0.49
1:C:46:SER:HA 1:C:49:ILE:HD12 1.93 0.49
1:C:2107:LEU:CD2 1:C:2267:GLY:HA3 2.41 0.49
1:D:1327:LEU:C 1:D:1328:LEU:HD12 2.37 0.49
1:D:2065: TYR:HE1 1:D:2224:ASP:CG 2.20 0.49
1:D:2264: TYR:H 1:D:2264: TYR:HD2 1.60 0.49
1:F:3298:ILE:HG13 1:F:3299:GLY:N 2.26 0.49
1:G:3145:SER:O 1:G:3147:ALA:N 2.45 0.49
1:E:132:LEU:HB2 1:E:141:ILE:HD11 1.93 0.49
1:E:2073: THR:HG23 | 1:E:2077:LEU:HD13 1.94 0.49
1:E:2123:GLU:HG3 1:E:2170:MET:HG3 1.94 0.49
1:F:185:SER:HB2 1:F:187:THR:0G1 2.12 0.49
1:F:3222:ARG:HG3 1:F:3248:LYS:HB3 1.94 0.49
1:G:2065:TYR:HE1 1:G:2224:ASP:CG 2.20 0.49
1:H:1091:ALA:HB3 1:H:1141:1ILE:HA 1.92 0.49
1:A:3059:GLY:HA2 1:A:3187:THR:O 2.11 0.49
1:B:71:GLY:HA2 3:B:400:ANP:H5’1 1.94 0.49
1:B:1176:ARG:HA 1:B:1218:TYR:CE1 2.47 0.49
1:B:2042: THR:HG21 | 1:B:2047:LEU:HD22 1.94 0.49
1:D:2123:GLU:HG3 | 1:D:2170:MET:HG3 1.93 0.49
1:G:319:ILE:O 1:G:323:VAL:HG23 2.12 0.49
1:G:1073: THR:HA 1:G:1076: THR:HB 1.94 0.49
1:G:3222:ARG:HG3 1:G:3248:LYS:HB3 1.94 0.49
1:H:156:GLU:HG3 1:H:1176:ARG:HG3 1.93 0.49
1:H:1316:ALA:O 1:H:1319:ILE:N 2.46 0.49
1:B:2107:LEU:CD2 1:B:2267:GLY:HA3 2.43 0.49
1:B:2118:GLN:NE2 1:B:3249:ASN:H 2.10 0.49
1:B:3222:ARG:HG3 1:B:3248:LYS:HB3 1.94 0.49
1:E:107:LEU:CD2 1:E:267:GLY:HA3 2.43 0.49
1:E:1073: THR:HA 1:E:1076: THR:HB 1.94 0.49
1:E:2042: THR:HG21 | 1:E:2047:LEU:HD22 1.93 0.49
1:H:1327:LEU:C 1:H:1328:LEU:HD12 2.37 0.49
1:A:1053:ALA:HB2 1:A:1251:ILE:CG2 2.42 0.49
1:B:319:ILE:O 1:B:323:VAL:HG23 2.13 0.49
1:B:3178:LEU:O 1:B:3182:LEU:HG 2.13 0.49
1:C:48:ASP:HB3 1:C:54:GLY:HA2 1.95 0.49
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:C:1166:LEU:O 1:C:1168:ALA:N 2.46 0.49
1:C:3078:GLN:HG3 | 1:C:3268:ILE:HG13 1.95 0.49
1:F:1176:ARG:HA 1:F:1218:TYR:CE1 2.48 0.49
1:F:2107:LEU:CD2 1:F:2267:GLY:HA3 2.43 0.49
1:F:3185:SER:C 1:F:3187: THR:N 2.70 0.49
1:G:2107:LEU:CD2 1:G:2267:GLY:HA3 2.43 0.49
1:G:2175:MET:HG3 | 1:G:2218:TYR:HD1 1.78 0.49
1:H:1298:ILE:HG13 1:H:1299:GLY:N 2.26 0.49
1:H:2107:LEU:HD21 | 1:H:2267:GLY:HA3 1.95 0.49
1:H:2123:GLU:HG3 | 1:H:2170:MET:HG3 1.94 0.49
1:H:2308: TRP:HE3 | 1:H:2309:LEU:HD23 1.77 0.49
1:A:2146:VAL:HA 1:A:2149:LEU:HD23 1.95 0.49
1:A:2308:TRP:HE3 | 1:A:2309:LEU:HD23 1.78 0.49
1:B:125:ALA:C 1:B:127:GLU:H 2.19 0.49
1:B:1066:GLY:O 1:B:1067:PRO:C 2.56 0.49
1:B:1319:ILE:O 1:B:1323:VAL:HG23 2.13 0.49
1:B:2107:LEU:HD21 | 1:B:2267:GLY:HA3 1.95 0.49
1:B:2300:GLN:HB3 | 1:C:2300:GLN:HE21 1.78 0.49
1:B:3298:ILE:HG13 1:B:3299:GLY:N 2.27 0.49
1:C:1176:ARG:HA 1:C:1218:TYR:CE1 2.48 0.49
1:D:2107:LEU:HD21 | 1:D:2267:GLY:HA3 1.94 0.49
1:F:319:ILE:O 1:F:323:VAL:HG23 2.12 0.49
1:F:3249:ASN:OD1 1:F:3251:1LE:HG22 2.13 0.49
1:G:1091:ALA:HB3 1:G:1141:ILE:HA 1.93 0.49
1:A:3145:SER:C 1:A:3147:ALA:N 2.68 0.49
1:C:1145:SER:O 1:C:1146:VAL:C 2.54 0.49
1:C:2042: THR:HG21 | 1:C:2047:LEU:HD22 1.93 0.49
1:C:3145:SER:O 1:C:3147:ALA:N 2.46 0.49
1:D:2146:VAL:HA 1:D:2149:LEU:HD23 1.94 0.49
1:D:3078:GLN:HG3 1:D:3268:ILE:HG13 1.95 0.49
1:E:48:ASP:HB3 1:E:54:GLY:HA2 1.95 0.49
1:E:2264: TYR:H 1:E:2264: TYR:HD2 1.61 0.49
1:E:2308: TRP:HE3 | 1:E:2309:LEU:HD23 1.78 0.49
1:F:2175:MET:HG3 | 1:F:2218: TYR:HD1 1.78 0.49
1:H:3222:ARG:HG3 1:H:3248:LYS:HB3 1.93 0.49
1:A:160:GLY:C 1:A:163:HIS:HB3 2.37 0.49
1:A:2107:LEU:HD21 | 1:A:2267:GLY:HA3 1.94 0.49
1:B:1091:ALA:HB3 1:B:1141:ILE:HA 1.93 0.49
1:D:2305:ALA:O 1:D:2306:THR:C 2.55 0.49
1:E:1319:ILE:O 1:E:1323:VAL:HG23 2.12 0.49
1:E:2175:MET:HG3 | 1:E:2218:TYR:HD1 1.78 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:F:156:GLU:OE2 1:F:1176:ARG:CG 2.42 0.49
1:F:2264:TYR:H 1:F:2264: TYR:HD2 1.60 0.49
1:G:46:SER:HA 1:G:49:ILE:HD12 1.94 0.49
1:G:1319:ILE:O 1:G:1323:VAL:HG23 2.13 0.49
1:H:1053:ALA:HB2 1:H:1251:ILE:CG2 2.43 0.49
1:H:3145:SER:O 1:H:3147:ALA:N 2.46 0.49
1:A:118:GLN:HE21 1:A:1254:PRO:HB3 1.78 0.49
1:A:2264:TYR:H 1:A:2264:TYR:HD2 1.61 0.49
1:B:46:SER:HA 1:B:49:ILE:HD12 1.93 0.49
1:C:2308: TRP:HE3 | 1:C:2309:LEU:HD23 1.78 0.49
1:D:1073: THR:HA 1:D:1076: THR:HB 1.93 0.49
1:E:2146:VAL:HA 1:E:2149:LEU:HD23 1.95 0.49
1:F:2305:ALA:O 1:F:2306: THR.:C 2.54 0.49
1:A:121:THR:HG21 1:A:152:LYS:HG3 1.93 0.48
1:A:1073:THR:HA 1:A:1076:THR:HB 1.94 0.48
1:A:1166:LEU:O 1:A:1168:ALA:N 2.46 0.48
1:A:1308:TRP:CE3 | 1:A:1309:LEU:HD23 2.45 0.48
1:A:3123:GLU:O 1:A:3124:GLN:C 2.56 0.48
1:A:3298:ILE:HG13 1:A:3299:GLY:N 2.27 0.48
1:B:1053:ALA:HB2 1:B:1251:ILE:CG2 2.43 0.48
1:C:125:ALA:C 1:C:127:GLU:H 2.21 0.48
1:C:2175:MET:HG3 | 1:C:2218:TYR:HD1 1.78 0.48
1:D:319:ILE:O 1:D:323:VAL:HG23 2.13 0.48
1:D:2042: THR:HG21 | 1:D:2047:LEU:HD22 1.94 0.48
1:D:3048:ASP:0OD1 1:D:3048:ASP:N 2.46 0.48
1:E:2107:LEU:HD21 | 1:E:2267:GLY:HA3 1.95 0.48
1:E:2299:GLY:HA2 | 1:H:2300:GLN:HE22 1.77 0.48
1:E:2300: GLN:CD 1:H:2304:ASN:HB3 2.38 0.48
1:F:1091:ALA:HB3 1:F:1141:1LE:HA 1.94 0.48
1:F:1327:.LEU:C 1:F:1328:LEU:HD12 2.38 0.48
1:F:2114:LEU.HD22 1:F:2115:.LEU:H 1.78 0.48
1:F:2123:GLU:HG3 1:F:2170:MET:HG3 1.94 0.48
1:H:107:LEU:CD2 1:H:267:GLY:HA3 2.43 0.48
1:B:3064:ILE:HG12 1:B:3223:LEU:CB 2.33 0.48
1:B:3269:ASN:O 1:B:3272:GLY:N 2.46 0.48
1:C:1067:PRO:O 1:C:1070:SER:OG 2.24 0.48
1:D:1308: TRP:CE3 | 1:D:1309:LEU:HD23 2.45 0.48
1:E:3064:ILE:O 1:E:3192:ILE:HA 2.13 0.48
1:F:2178:LEU:HD23 | 1:F:2182:LEU:HD11 1.95 0.48
1:F:3064:ILE:O 1:F:3192:1LE:HA 2.13 0.48
1:G:1053:ALA:HB2 1:G:1251:ILE:CG2 2.43 0.48
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:H:1073: THR:HA 1:H:1076: THR:HB 1.94 0.48
1:A:48:ASP:HB3 1:A:54:GLY:HA2 1.95 0.48
1:A:2175:MET:HG3 | 1:A:2218:TYR:HD1 1.78 0.48
1:A:3105:ARG:HD3 | 1:B:227:ARG:HH22 1.78 0.48
1:B:3281:GLU:O 1:B:3283:LEU:N 2.47 0.48
1:C:2107:LEU:HD21 | 1:C:2267:GLY:HA3 1.94 0.48
1:D:3101:PRO:O 1:D:3104:ALA:HB3 2.13 0.48
1:E:1073: THR:HG22 3:E:1400:ANP:PA 2.54 0.48
1:E:1176:ARG:HA 1:E:1218: TYR:CE1 2.48 0.48
1:F:2107:LEU:HD21 1:F:2267:GLY:HA3 1.95 0.48
1:G:278:GLY:HA3 1:G:284:ILE:HD12 1.95 0.48
1:G:2264:TYR:H 1:G:2264: TYR:HD2 1.61 0.48
1:G:3326:LEU:O 1:G:3327:LEU-HG 2.13 0.48
1:A:1164:MET:C 1:A:1166:LEU:N 2.72 0.48
1:A:2073:THR:HG23 | 1:A:2077:LEU:HD13 1.95 0.48
1:B:2114:LEU:HD22 1:B:2115:LEU:H 1.78 0.48
1:B:2175:-MET:HG3 1:B:2218:TYR:HD1 1.78 0.48
1:B:3143:VAL:HG21 | 1:B:3191:PHE:CD1 2.49 0.48
1:D:2175:MET:HG3 | 1:D:2218:TYR:HD1 1.79 0.48
1:E:112:ASP:HA 1:E:1030:GLY:N 2.28 0.48
1:E:319:ILE:O 1:E:323:VAL:HG23 2.13 0.48
1:G:2114:LEU:HD22 1:G:2115:LEU:H 1.78 0.48
1:G:3298:ILE:HG13 1:G:3299:GLY:N 2.28 0.48
1:H:2146:VAL:HA 1:H:2149:LEU:HD23 1.96 0.48
1:H:2264: TYR:H 1:H:2264: TYR:HD2 1.61 0.48
1:B:1016:GLN:O 1:B:1020: GLN:HB2 2.13 0.48
1:B:2305:ALA:0 1:B:2306: THR:C 2.57 0.48
1:C:1319:ILE:O 1:C:1323:VAL:HG23 2.13 0.48
1:C:2305:ALA:O 1:C:2306:THR:C 2.57 0.48
1:C:3064:ILE:O 1:C:3192:ILE:HA 2.13 0.48
1:C:3178:LEU:O 1:C:3182:LEU:HG 2.14 0.48
1:C:3249:ASN:OD1 1:C:3251:1LE:HG22 2.13 0.48
1:E:1219:ALA:O 1:E:1248:LYS:NZ 2.45 0.48
1:F:278:GLY:HA3 1:F:284:1ILE:HD12 1.96 0.48
1:F:1053:ALA:HB2 1:F:1251:1LE:CG2 2.43 0.48
1:G:48:ASP:HB3 1:G:54:GLY:HA2 1.95 0.48
1:H:73: THR:HG23 1:H:77:LEU:HD13 1.95 0.48
1:A:1161:ASP:C 1:A:1163:HIS:N 2.70 0.48
1:B:3145:SER:O 1:B:3147:ALA:N 2.46 0.48
1:C:221:VAL:HA 1:C:248:LYS:O 2.13 0.48
1:C:3123:GLU:O 1:C:3124:GLN:C 2.57 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:278:GLY:HA3 1:D:284:ILE:HD12 1.96 0.48
1:F:3171:MET:C 1:F:3173:GLN:H 2.21 0.48
1:G:118:GLN:NE2 1:G:1249:ASN:H 2.11 0.48
1:G:1166:LEU:O 1:G:1168:ALA:N 2.46 0.48
1:H:2175:MET:HG3 | 1:H:2218:TYR:HD1 1.78 0.48
1:A:1176:ARG:HA 1:A:1218:TYR:CE1 2.48 0.48
1:A:1316:ALA:O 1:A:1319:ILE:N 2.47 0.48
1:B:1166:LEU:O 1:B:1168:ALA:N 2.47 0.48
1:C:164:MET:C 1:C:166:LEU:N 2.71 0.48
1:E:3078:GLN:HG3 1:E:3268:ILE:HG13 1.96 0.48
1:E:3311:ASP:HB3 1:F:286:LYS:HZ2 1.78 0.48
1:G:2107:LEU:HD21 | 1:G:2267:GLY:HA3 1.95 0.48
1:H:185:SER:HB2 1:H:187: THR:OG1 2.12 0.48
1:H:1176:ARG:HA 1:H:1218: TYR:CE1 2.49 0.48
1:A:1114:LEU:HB3 | 1:A:2029:LEU:HD12 1.96 0.48
1:A:3178:LEU:O 1:A:3182:LEU:HG 2.13 0.48
1:B:1316:ALA:O 1:B:1319:ILE:N 2.46 0.48
1:B:2300:GLN:OE1 1:C:2304:ASN:HB3 2.13 0.48
1:C:1016:GLN:O 1:C:1020:GLN:HB2 2.14 0.48
1:C:1066:GLY:O 1:C:1067:PRO:C 2.56 0.48
1:D:1066:GLY:O 1:D:1067:PRO:C 2.57 0.48
1:D:3171:MET:O 1:D:3173:GLN:N 2.47 0.48
1:E:3171:MET:O 1:E:3173:GLN:N 2.47 0.48
1:F:101:PRO:HG3 1:F:1255:PHE:O 2.13 0.48
1:F:1166:LEU:O 1:F:1168:ALA:N 2.46 0.48
1:F:1319:ILE:O 1:F:1323:VAL:HG23 2.14 0.48
1:F:3101:PRO:O 1:F:3104:ALA:HB3 2.14 0.48
1:H:3174:ALA:O 1:H:3178:LEU:HD12 2.14 0.48
1:B:2111:ILE:HD13 1:B:2111:ILE:HA 1.74 0.48
1:C:101:PRO:HG3 1:C:1255:PHE:O 2.13 0.48
1:F:3123:GLU:O 1:F:3124:GLN:C 2.56 0.48
1:G:1137:ALA:O 1:G:2010:LEU:HD13 2.12 0.48
1:H:3291:TYR:HE1 1:H:3302:LYS:HA 1.78 0.48
1:A:3171:MET:O 1:A:3173:GLN:N 2.47 0.48
1:B:185:SER:HB2 1:B:187:THR:OG1 2.14 0.48
1:B:3084:GLN:HG2 1:B:3110:ASP:H 1.79 0.48
1:C:3073: THR:O 1:C:3076: THR:OG1 2.26 0.48
1:D:48:ASP:HB3 1:D:54:GLY:HA2 1.95 0.48
1:F:3145:SER:C 1:F:3147:ALA:N 2.70 0.48
1:F:3281:GLU:O 1:F:3283:LEU:N 2.47 0.48
1:G:71:GLY:HA2 3:G:400:ANP:H5'1 1.96 0.48
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:H:48:ASP:HB3 1:H:54:GLY:HA2 1.96 0.48
1:H:75:LEU:O 1:H:75:LEU:HD23 2.14 0.48
1:B:3232:LYS:HZ2 1:C:1235:GLU:HG2 1.77 0.47
1:D:1166:LEU:O 1:D:1168:ALA:N 2.46 0.47
1:D:3145:SER:C 1:D:3147:ALA:N 2.72 0.47
1:E:3287:ALA:HB3 1:E:3290: TRP:HB2 1.96 0.47
1:G:3171:MET:O 1:G:3173:GLN:N 2.47 0.47
1:H:3064:1ILE:O 1:H:3192:1ILE:HA 2.14 0.47
1:A:2305:ALA:O 1:A:2306: THR:C 2.56 0.47
1:C:2146:VAL:HA 1:C:2149:LEU:HD23 1.94 0.47
1:D:2118:GLN:NE2 1:D:3249:ASN:H 2.08 0.47
1:E:1316:ALA:O 1:E:1319:ILE:N 2.48 0.47
1:F:72:LYS:HE3 3:F:400:ANP:O1B 2.14 0.47
1:G:1016:GLN:O 1:G:1020: GLN:HB2 2.13 0.47
1:G:3291:TYR:HE1 1:G:3302:LYS:HA 1.79 0.47
1:H:3298:ILE:HG13 1:H:3299:GLY:N 2.29 0.47
1:A:3264:TYR:CE1 3:A:3400:ANP:HT’ 2.49 0.47
1:B:278:GLY:HA3 1:B:284:ILE:HD12 1.94 0.47
1:B:3171:-MET:O 1:B:3173:GLN:N 2.47 0.47
1:C:2114:LEU:HD22 1:C:2115:LEU:H 1.79 0.47
1:D:3042: THR:OG1 1:D:3048:ASP:0OD1 2.28 0.47
1:F:1300:GLN:H 1:G:3300: GLN:HE22 1.59 0.47
1:G:3178:LEU:O 1:G:3182:LEU:HG 2.14 0.47
1:A:1300:GLN:HE22 1:D:3300:GLN:N 2.10 0.47
1:A:2060:ARG:HB3 1:A:2220:SER:OG 2.15 0.47
1:A:2114:LEU:HD22 1:A:2115:LEU:H 1.80 0.47
1:A:3145:SER:O 1:A:3147:ALA:N 2.48 0.47
1:B:1150: THR:HA 1:B:1151:PRO:HD3 1.59 0.47
1:B:3287:ALA:HB3 1:B:3290: TRP:HB2 1.97 0.47
1:C:156:GLU:HG2 1:C:1176:ARG:CG 2.43 0.47
1:D:3178:LEU:O 1:D:3182:LEU:HG 2.14 0.47
1:F:2065:TYR:C 1:F:2065:TYR:CD1 2.92 0.47
1:G:64:ILE:HG12 1:G:223:LEU:HB2 1.97 0.47
1:G:2146:VAL:HA 1:G:2149:LEU:HD23 1.96 0.47
1:G:3037:VAL:HG21 | 1:G:3251:ILE:HD11 1.97 0.47
1:G:3185:SER:C 1:G:3187:THR:N 2.71 0.47
1:H:1066:GLY:O 1:H:1067:PRO:C 2.57 0.47
1:H:2114:LEU:HD22 1:H:2115:LEU:H 1.79 0.47
1:A:319:ILE:O 1:A:323:VAL:HG23 2.14 0.47
1:A:2178:LEU:HD23 | 1:A:2182:LEU:HD11 1.96 0.47
1:B:2064:ILE:O 1:B:2192:ILE:HA 2.15 0.47
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:B:2301:GLY:O 1:B:2302:LYS:C 2.57 0.47
1:B:3171:MET:C 1:B:3173:GLN:H 2.23 0.47
1:C:227:ARG:HH22 | 1:D:3105:ARG:HD3 1.79 0.47
1:C:1053:ALA:HB2 1:C:1251:ILE:CG2 2.43 0.47
1:D:125:ALA:C 1:D:127:GLU:H 2.21 0.47
1:E:1067:PRO:O 1:E:1070:SER:OG 2.26 0.47
1:E:1166:LEU:O 1:E:1168:ALA:N 2.47 0.47
1:F:1316:ALA:O 1:F:1319:ILE:N 2.47 0.47
1:G:157:GLY:O 1:G:158:GLU:HG3 2.15 0.47
1:G:2178:LEU:HD23 | 1:G:2182:LEU:HD11 1.96 0.47
1:H:1114:LEU:O 1:H:2028:ARG:HA 2.13 0.47
1:H:3048:ASP:N 1:H:3048:ASP:OD1 2.47 0.47
1:H:3178:LEU:O 1:H:3182:LEU:HG 2.14 0.47
1:A:1146:VAL:CG1 1:A:1211:GLY:HA3 2.41 0.47
1:A:3185:SER:C 1:A:3187:THR:N 2.72 0.47
1:B:1144:ASP:HA 1:B:1145:SER:HB3 1.97 0.47
1:B:3145:SER:C 1:B:3147:ALA:N 2.69 0.47
1:C:2065:TYR:CD1 1:C:2065: TYR:C 2.92 0.47
1:C:3287:ALA:HB3 1:C:3290: TRP:HB2 1.97 0.47
1:F:48:ASP:HB3 1:F:54:GLY:HA2 1.96 0.47
1:F:2111:1ILE:HA 1:F:2111:ILE:HD13 1.72 0.47
1:G:1176:ARG:HA 1:G:1218:TYR:CE1 2.48 0.47
1:H:2129:CYS:HB2 | 1:H:2178:LEU:HD11 1.96 0.47
1:A:1066:GLY:O 1:A:1067:PRO:C 2.58 0.47
1:A:1162:SER:O 1:A:1164:MET:N 2.48 0.47
1:A:3114:LEU:O 1:A:3114:LEU:HD13 2.15 0.47
1:A:3171:MET:C 1:A:3173:GLN:H 2.23 0.47
1:B:114:LEU:O 1:B:1028:ARG:HA 2.15 0.47
1:C:75:LEU:O 1:C:75:LEU:HD23 2.15 0.47
1:C:1305:ALA:O 1:C:1306: THR:O 2.32 0.47
1:C:2178:LEU:HD23 | 1:C:2182:LEU:HD11 1.97 0.47
1:D:1176:ARG:HA 1:D:1218: TYR:CE1 2.48 0.47
1:D:3064:ILE:O 1:D:3192:ILE:HA 2.14 0.47
1:D:3174:ALA:O 1:D:3178:LEU:HD12 2.15 0.47
1:E:3300: GLN:HE22 1:H:1300:GLN:N 2.09 0.47
1:F:75:LEU:O 1:F:75:LEU:HD23 2.14 0.47
1:F:1016:GLN:O 1:F:1020:GLN:HB2 2.15 0.47
1:F:2060:ARG:HB3 1:F:2220:SER:OG 2.14 0.47
1:F:3048:ASP:0OD1 1:F:3048:ASP:N 2.48 0.47
1:F:3145:SER:O 1:F:3147:ALA:N 2.48 0.47
1:F:3306: THR:C 1:F:3308:TRP:H 2.23 0.47
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:G:3010:LEU:O 1:G:3014:LEU:HG 2.15 0.47
1:G:3078:GLN:HG3 | 1:G:3268:ILE:HG13 1.97 0.47
1:G:3174:ALA:O 1:G:3178:LEU:HD12 2.14 0.47
1:H:1166:LEU:O 1:H:1168:ALA:N 2.47 0.47
1:H:1319:ILE:O 1:H:1323:VAL:HG23 2.14 0.47
1:H:2156:GLU:HA 1:H:3172:SER:OG 2.14 0.47
1:H:3185:SER.:C 1:H:3187:THR:N 2.72 0.47
1:A:278:GLY:HA3 1:A:284:ILE:HD12 1.95 0.47
1:B:2146:VAL:HA 1:B:2149:LEU:HD23 1.95 0.47
1:B:3123:GLU:O 1:B:3124:GLN:C 2.57 0.47
1:C:160:GLY:O 1:C:162:SER:N 2.48 0.47
1:D:75:LEU:O 1:D:75:LEU:HD23 2.15 0.47
1:E:3178:LEU:O 1:E:3182:LEU:HG 2.15 0.47
1:G:135:SER:OG 1:G:1013:ALA:HB1 2.14 0.47
1:H:319:ILE:O 1:H:323:VAL:HG23 2.14 0.47
1:H:3010:LEU:O 1:H:3014:LEU:HG 2.15 0.47
1:A:3291:TYR:HE1 1:A:3302:LYS:HA 1.78 0.47
1:C:278:GLY:HA3 1:C:284:1ILE:HD12 1.96 0.47
1:C:3174:ALA:O 1:C:3178:LEU:HD12 2.15 0.47
1:D:1316:ALA:O 1:D:1319:ILE:N 2.48 0.47
1:D:3073:THR:O 1:D:3076: THR:OG1 2.28 0.47
1:E:1137:ALA:O 1:E:2010:LEU:HD13 2.15 0.47
1:F:3174:ALA:O 1:F:3178:LEU:HD12 2.14 0.47
1:G:3073:THR:O 1:G:3076: THR:OG1 2.28 0.47
1:H:2118:GLN:NE2 1:H:3249:ASN:H 2.10 0.47
1:B:75:LEU:HD23 1:B:75:LEU:O 2.15 0.47
1:C:3037:VAL:HG21 | 1:C:3251:ILE:HD11 1.97 0.47
1:D:2114:LEU:HD22 1:D:2115:LEU:H 1.79 0.47
1:E:3123:GLU:O 1:E:3124:GLN:C 2.58 0.47
1:E:3298:ILE:HG13 1:E:3299:GLY:N 2.28 0.47
1:F:115:LEU:HA 1:F:1027:-MET:O 2.15 0.47
1:F:3056:LEU:HA 1:F:3057:PRO:HD3 1.65 0.47
1:G:157:GLY:HA2 1:G:1172:SER:HB2 1.96 0.47
1:H:2065:TYR:CD1 1:H:2065:TYR:C 2.94 0.47
1:H:3114:LEU:HD13 1:H:3114:LEU:O 2.15 0.47
1:B:3174:ALA:O 1:B:3178:LEU:HD12 2.14 0.46
1:C:3145:SER:C 1:C:3147:ALA:N 2.69 0.46
1:C:3291:TYR:HE1 1:C:3302:LYS:HA 1.79 0.46
1:C:3298:ILE:HG13 1:C:3299:GLY:N 2.29 0.46
1:D:73:THR:HG23 1:D:77:LEU:HD13 1.95 0.46
1:D:92:PHE:O 1:D:116:CYS:HA 2.15 0.46
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:D:1144:ASP:HA 1:D:1145:SER:HB3 1.97 0.46
1:D:2178:LEU:HD23 | 1:D:2182:LEU:HD11 1.96 0.46
1:E:278:GLY:HA3 1:E:284:1ILE:HD12 1.96 0.46
1:F:69:SER:N 3:F:400:ANP:O1B 2.48 0.46
1:F:75:LEU:HD23 1:F:75:LEU:C 2.40 0.46
1:F:2129:CYS:HB2 1:F:2178:LEU:HD11 1.96 0.46
1:G:3171:MET:C 1:G:3173:GLN:H 2.22 0.46
1:A:3287:ALA:HB3 1:A:3290:TRP:HB2 1.97 0.46
1:A:3306:THR:C 1:A:3308: TRP:H 2.22 0.46
1:B:64:1ILE:HG12 1:B:223:LEU:HB2 1.97 0.46
1:B:3075:LEU:O 1:B:3075:LEU:HD23 2.15 0.46
1:B:3326:LEU:O 1:B:3327:LEU:HG 2.15 0.46
1:G:1066:GLY:O 1:G:1067:PRO:C 2.57 0.46
1:H:2073: THR:HG23 | 1:H:2077:LEU:HD13 1.96 0.46
1:H:3123:GLU:O 1:H:3124:GLN:C 2.57 0.46
1:H:3171:MET:O 1:H:3173:GLN:N 2.47 0.46
1:A:1050:ALA:HB1 1:A:1256:LYS:HB3 1.98 0.46
1:B:2060:ARG:HB3 1:B:2220:SER:OG 2.15 0.46
1:C:3134:ARG:HD2 1:F:177:LYS:HD2 1.97 0.46
1:D:3114:LEU:O 1:D:3114:LEU:HD13 2.14 0.46
1:E:112:ASP:HA 1:E:1030:GLY:HA3 1.98 0.46
1:E:2300: GLN:HE22 1:H:2299:GLY:CA 2.22 0.46
1:E:2305:ALA:O 1:E:2306:THR:C 2.57 0.46
1:E:3171:MET:C 1:E:3173:GLN:H 2.22 0.46
1:E:3174:ALA:O 1:E:3178:LEU:HD12 2.14 0.46
1:F:64:ILE:HG12 1:F:223:LEU:HB2 1.96 0.46
1:G:2118:GLN:NE2 1:G:3249:ASN:H 2.12 0.46
1:H:2305:ALA:O 1:H:2306: THR:C 2.57 0.46
1:H:3037:VAL:HG21 | 1:H:3251:ILE:HD11 1.98 0.46
1:A:1150: THR:HA 1:A:1151:PRO:HD3 1.60 0.46
1:A:3010:LEU:O 1:A:3014:LEU:HG 2.15 0.46
1:A:3174:ALA:O 1:A:3178:LEU:HD12 2.16 0.46
1:B:1133:ALA:C 1:B:1135:SER:H 2.24 0.46
1:C:2014:LEU:C 1:C:2016:GLN:H 2.22 0.46
1:D:64:1ILE:HG12 1:D:223:LEU:HB2 1.96 0.46
1:D:1170:MET:O 1:D:1170:MET:HG2 2.16 0.46
1:D:2064:ILE:O 1:D:2192:1LE:HA 2.15 0.46
1:D:3145:SER:O 1:D:3147:ALA:N 2.49 0.46
1:E:75:LEU:HD23 1:E:75:LEU:O 2.16 0.46
1:E:118:GLN:NE2 1:E:1249:ASN:H 2.13 0.46
1:E:2178:LEU:HD23 | 1:E:2182:LEU:HD11 1.97 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:3065: TYR:HD2 1:E:3065:TYR:O 1.98 0.46
1:E:3253:ALA:HA 1:E:3254:PRO:HD3 1.82 0.46
1:E:3291:TYR:HE1 1:E:3302:LYS:HA 1.79 0.46
1:F:3109:VAL:HG12 1:F:3110:ASP:N 2.31 0.46
1:F:3114:LEU:O 1:F:3114:LEU:HD13 2.15 0.46
1:F:3178:LEU:O 1:F:3182:LEU:HG 2.14 0.46
1:H:1111:ILE:HD13 1:H:1111:ILE:HA 1.80 0.46
1:H:1144:ASP:HA 1:H:1145:SER:HB3 1.98 0.46
1:A:1193:ASN:ND2 1:A:1209: THR:C 2.74 0.46
1:B:3185:SER:C 1:B:3187: THR:N 2.70 0.46
1:C:2048:ASP:O 1:C:2051:LEU:HB2 2.16 0.46
1:C:2111:1ILE:HD13 1:C:2111:ILE:HA 1.75 0.46
1:D:1064:1ILE:HG23 1:D:1223:LEU:HB3 1.98 0.46
1:D:2065:TYR:CD1 1:D:2065:TYR:C 2.94 0.46
1:D:2129:CYS:HB2 | 1:D:2178:LEU:HD11 1.97 0.46
1:E:3271:TYR:O 1:E:3275:VAL:HG23 2.16 0.46
1:F:1066:GLY:O 1:F:1067:PRO:C 2.59 0.46
1:F:1170:MET:O 1:F:1170:MET:HG2 2.16 0.46
1:G:75:LEU:HD23 1:G:75:LEU:O 2.16 0.46
1:G:1133:ALA:C 1:G:1135:SER:H 2.24 0.46
1:G:1170:-MET:O 1:G:1170:MET:HG2 2.16 0.46
1:A:3326:LEU:O 1:A:3327:LEU:HG 2.15 0.46
1:B:3048:ASP:N 1:B:3048:ASP:0OD1 2.47 0.46
1:B:3092:PHE:CE2 1:B:3099:LEU:HD22 2.50 0.46
1:C:3010:LEU:O 1:C:3014:LEU:HG 2.15 0.46
1:D:3037:VAL:HG21 | 1:D:3251:ILE:HD11 1.98 0.46
1:E:73:THR:HG23 1:E:77:LEU:HD13 1.97 0.46
1:E:2064:1LE:O 1:E:2192:ILE:HA 2.16 0.46
1:F:1144:ASP:HA 1:F:1145:SER:HB3 1.98 0.46
1:G:3274:LEU:O 1:G:3275:VAL:C 2.59 0.46
1:A:1016:GLN:O 1:A:1020:GLN:HB2 2.16 0.46
1:A:2048:ASP:O 1:A:2051:LEU:HB2 2.16 0.46
1:A:3078:GLN:HG3 | 1:A:3268:ILE:HG13 1.97 0.46
1:C:1050:ALA:HB1 1:C:1256:LYS:HB3 1.97 0.46
1:C:3171:MET:O 1:C:3173:GLN:N 2.48 0.46
1:D:1016:GLN:O 1:D:1020: GLN:HB2 2.15 0.46
1:D:3056:LEU:HA 1:D:3057:PRO:HD3 1.65 0.46
1:E:64:ILE:HG12 1:E:223:LEU:HB2 1.98 0.46
1:E:3048:ASP:0OD1 1:E:3048:ASP:N 2.48 0.46
1:G:1114:LEU:O 1:G:2028:ARG:HA 2.15 0.46
1:G:3048:ASP:N 1:G:3048:ASP:0OD1 2.48 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:G:3287:ALA:HB3 1:G:3290: TRP:HB2 1.97 0.46
1:D:114:LEU:HB3 1:D:1029:LEU:HD12 1.96 0.46
1:E:1050:ALA:HB1 1:E:1256:LYS:HB3 1.98 0.46
1:E:3010:LEU:O 1:E:3014:LEU:HG 2.16 0.46
1:F:1090:CYS:HB3 1:F:1140:VAL:HG23 1.98 0.46
1:F:2064:ILE:O 1:F:2192:1LE:HA 2.16 0.46
1:G:2065:TYR:CD1 1:G:2065:TYR:C 2.93 0.46
1:G:3281:GLU:O 1:G:3283:LEU:N 2.49 0.46
1:H:1173:GLN:C 1:H:1175:MET:H 2.23 0.46
1:H:2178:LEU:HD23 | 1:H:2182:LEU:HD11 1.97 0.46
1:A:221:VAL:HA 1:A:248:LYS:0O 2.15 0.46
1:A:3037:VAL:HG21 | 1:A:3251:ILE:HD11 1.97 0.46
1:A:3300: GLN:NE2 1:D:1300:GLN:H 2.14 0.46
1:B:48:ASP:HB3 1:B:54:GLY:HA2 1.96 0.46
1:C:1062:VAL:HB 1:C:1190:ILE:HG12 1.98 0.46
1:C:2301:GLY:O 1:C:2302:LYS:C 2.59 0.46
1:C:3114:LEU:O 1:C:3114:LEU:HD13 2.16 0.46
1:E:1144:ASP:HA 1:E:1145:SER:HB3 1.98 0.46
1:E:2014:LEU:C 1:E:2016:GLN:H 2.24 0.46
1:E:2129:CYS:HB2 | 1:E:2178:LEU:HD11 1.98 0.46
1:E:3090:CYS:SG 1:E:3140:VAL:CG1 3.04 0.46
1:F:2227:ARG:HG3 1:F:2240:SER:HB3 1.98 0.46
1:G:73: THR:HG23 1:G:77:LEU:HD13 1.98 0.46
1:G:1050:ALA:HB1 1:G:1256:LYS:HB3 1.98 0.46
1:G:1144:ASP:HA 1:G:1145:SER:HB3 1.98 0.46
1:H:64:ILE:HG12 1:H:223:LEU:HB2 1.97 0.46
1:A:3274:LEU:O 1:A:3275:VAL:C 2.59 0.46
1:B:2029:LEU:HD23 | 1:B:2254:PRO:HD2 1.97 0.46
1:B:3037:VAL:HG21 | 1:B:3251:ILE:HD11 1.98 0.46
1:C:75:LEU:HD23 1:C:75:LEU:C 2.40 0.46
1:C:1029:LEU:HD23 | 1:C:1254:PRO:HD2 1.98 0.46
1:C:2122:GLY:O 1:C:2123:GLU:C 2.59 0.46
1:C:3010:LEU:C 1:C:3012:ALA:H 2.24 0.46
1:C:3092:PHE:CE2 | 1:C:3099:LEU:HD22 2.51 0.46
1:D:3010:LEU:O 1:D:3014:LEU:HG 2.16 0.46
1:E:1170:MET:O 1:E:1170:MET:HG2 2.16 0.46
1:F:1099:LEU:HB3 1:F:2255:PHE:CE1 2.51 0.46
1:F:1150: THR:HA 1:F:1151:PRO:HD3 1.62 0.46
1:F:2293:TYR:CE1 1:F:2319:ILE:HD11 2.51 0.46
1:G:3010:LEU:C 1:G:3012:ALA:H 2.24 0.46
1:G:3092:PHE:CE2 | 1:G:3099:LEU:HD22 2.51 0.46
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:H:221:VAL:HA 1:H:248:LYS:O 2.15 0.46
1:A:75:LEU:HD23 1:A:75:LEU:C 2.42 0.45
1:A:1144:ASP:HA 1:A:1145:SER:HB3 1.98 0.45
1:A:1161:ASP:OD2 | 1:A:1166:LEU:HD13 2.16 0.45
1:A:2065:TYR:C 1:A:2065:TYR:CD1 2.93 0.45
1:B:221:VAL:HA 1:B:248:LYS:O 2.16 0.45
1:B:1064: ILE:HG23 1:B:1223:LEU:HB3 1.99 0.45
1:C:73: THR:HG23 1:C:77:LEU:HD13 1.97 0.45
1:C:1144:ASP:HA 1:C:1145:SER:HB3 1.99 0.45
1:C:3171:MET:C 1:C:3173:GLN:H 2.23 0.45
1:C:3274:LEU:O 1:C:3275:VAL:C 2.59 0.45
1:C:3306: THR:C 1:C:3308: TRP:H 2.24 0.45
1:D:1161:ASP:CB 1:F:183:LYS:HZ1 2.02 0.45
1:E:1150: THR:HA 1:E:1151:PRO:HD3 1.61 0.45
1:G:69:SER:N 3:G:400:ANP:O1B 2.49 0.45
1:A:2129:CYS:HB2 | 1:A:2178:LEU:HD11 1.97 0.45
1:A:3306: THR:C 1:A:3308: TRP:N 2.75 0.45
1:B:1170:-MET:O 1:B:1170:MET:HG2 2.16 0.45
1:B:2178:LEU:HD23 | 1:B:2182:LEU:HD11 1.96 0.45
1:B:3274:LEU:O 1:B:3275:VAL:C 2.59 0.45
1:C:118:GLN:NE2 1:C:1249:ASN:H 2.14 0.45
1:C:2129:CYS:HB2 | 1:C:2178:LEU:HD11 1.97 0.45
1:E:221:VAL:HA 1:E:248:LYS:0O 2.15 0.45
1:F:3010:LEU:C 1:F:3012:ALA:H 2.25 0.45
1:G:221:VAL:HA 1:G:248:LYS:O 2.16 0.45
1:G:3064:ILE:O 1:G:3192:ILE:HA 2.16 0.45
1:H:2064:ILE:O 1:H:2192:1ILE:HA 2.16 0.45
1:H:2293: TYR:CE1 1:H:2319:1LE:HD11 2.52 0.45
1:A:3010:LEU:C 1:A:3012:ALA:H 2.24 0.45
1:B:2014:LEU:C 1:B:2016:GLN:H 2.23 0.45
1:B:2065:TYR:C 1:B:2065:TYR:HD1 2.24 0.45
1:B:2129:CYS:HB2 | 1:B:2178:LEU:HD11 1.97 0.45
1:C:92:PHE:O 1:C:116:CYS:HA 2.16 0.45
1:C:2060:ARG:HB3 1:C:2220:SER:OG 2.17 0.45
1:D:171:MET:O 1:D:175:MET:HB2 2.17 0.45
1:D:3065: TYR:HD2 1:D:3065:TYR:O 1.99 0.45
1:E:1066:GLY:O 1:E:1067:PRO:C 2.59 0.45
1:E:1133:ALA:C 1:E:1135:SER:H 2.24 0.45
1:E:2293:TYR:CE1 1:E:2319:ILE:HD11 2.51 0.45
1:E:3037:VAL:HG21 1:E:3251:ILE:HD11 1.98 0.45
1:F:1050:ALA:HB1 1:F:1256:LYS:HB3 1.98 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:F:2048:ASP:O 1:F:2051:LEU:HB2 2.16 0.45
1:H:3090:CYS:SG 1:H:3140:VAL:CG1 3.04 0.45
1:A:1062:VAL:HB 1:A:1190:1LE:HG12 1.98 0.45
1:B:3010:LEU:O 1:B:3014:LEU:HG 2.16 0.45
1:C:1133:ALA:C 1:C:1135:SER:H 2.24 0.45
1:C:3269:ASN:O 1:C:3270:PHE:C 2.60 0.45
1:D:1133:ALA:C 1:D:1135:SER:H 2.24 0.45
1:D:2301:GLY:O 1:D:2302:LYS:C 2.60 0.45
1:E:75:LEU:HD23 1:E:75:LEU:C 2.42 0.45
1:F:73: THR:HG23 1:F:77.LEU:HD13 1.97 0.45
1:F:1305:ALA:O 1:F:1306: THR:O 2.34 0.45
1:F:3037:VAL:HG21 | 1:F:3251:ILE:HD11 1.99 0.45
1:F:3327.LEU:O 1:F:3328:LEU:HD12 2.16 0.45
1:G:2301:GLY:O 1:G:2302:LYS:C 2.59 0.45
1:H:75:LEU:HD23 1:H:75:LEU:C 2.41 0.45
1:H:1062:VAL:HB 1:H:1190:1LE:HG12 1.98 0.45
1:H:3075:LEU:HD23 1:H:3075:LEU:O 2.17 0.45
1:H:3326:LEU:O 1:H:3327:LEU:HG 2.17 0.45
1:A:2118:GLN:NE2 1:A:3249:ASN:H 2.12 0.45
1:B:2090:CYS:CB 1:B:2140:VAL:HG13 2.47 0.45
1:B:3078:GLN:HG3 1:B:3268:ILE:HG13 1.98 0.45
1:D:1062:VAL:HB 1:D:1190:ILE:HG12 1.98 0.45
1:D:3287:ALA:HB3 1:D:3290: TRP:HB2 1.99 0.45
1:E:2065:TYR:CD1 1:E:2065: TYR:C 2.94 0.45
1:E:3010:LEU:C 1:E:3012:ALA:H 2.25 0.45
1:F:161:ASP:H 1:F:163:HIS:H 1.65 0.45
1.F:171:MET:O 1:F:175:MET:HB2 2.17 0.45
1:G:2287:ALA:HB3 1:G:2290: TRP:HB2 1.98 0.45
1:H:2229:GLY:O 1:H:2230:ALA:CB 2.65 0.45
1:A:2301:GLY:O 1:A:2302:LYS:C 2.59 0.45
1:A:3092:PHE:CE2 | 1:A:3099:LEU:HD22 2.52 0.45
1:C:64:ILE:HG12 1:C:223:LEU:HB2 1.98 0.45
1:D:2060:ARG:HB3 1:D:2220:SER:OG 2.16 0.45
1:D:2227:ARG:HG3 1:D:2240:SER:HB3 1.99 0.45
1:E:3092:PHE:CE2 | 1:E:3099:LEU:HD22 2.52 0.45
1:F:221:VAL:HA 1:F:248:LYS:O 2.17 0.45
1:F:2122:GLY:O 1:F:2123:GLU:C 2.58 0.45
1:G:3271:TYR:O 1:G:3275:VAL:HG23 2.17 0.45
1:A:75:LEU:HD23 1:A:75:LEU:O 2.16 0.45
1:A:2014:LEU:C 1:A:2016:GLN:H 2.24 0.45
1:B:2048:ASP:O 1:B:2051:LEU:HB2 2.17 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:1170:MET:O 1:C:1170:MET:HG2 2.16 0.45
1:D:72:LYS:HB2 1:D:72:LYS:HE3 1.74 0.45
1:E:2171:MET:O 1:E:2175:MET:HB2 2.16 0.45
1:F:72:LYS:HE3 1:F:72:LYS:HB2 1.75 0.45
1:F:2014:LEU:C 1:F:2016:GLN:H 2.24 0.45
1:F:2287:ALA:HB3 1:F:2290: TRP:HB2 1.99 0.45
1:G:3151:PRO:HG2 1:H:3151:PRO:CB 2.47 0.45
1:H:1014:LEU:C 1:H:1016:GLN:N 2.75 0.45
1:H:1050:ALA:HB1 1:H:1256:LYS:HB3 1.99 0.45
1:H:1064:1ILE:HG23 1:H:1223:LEU:HB3 1.98 0.45
1:H:1112:ASP:HA 1:H:2030:GLY:CA 2.47 0.45
1:H:2301:GLY:O 1:H:2302:LYS:C 2.60 0.45
1:A:2122:GLY:O 1:A:2123:GLU:C 2.59 0.45
1:B:2171:MET:O 1:B:2175:MET:HB2 2.17 0.45
1:C:1090:CYS:HB3 | 1:C:1140:VAL:HG23 1.99 0.45
1:D:2171:MET:O 1:D:2175:MET:HB2 2.17 0.45
1:E:171:MET:O 1:E:175:MET:HB2 2.17 0.45
1:E:1324:ARG:HA 1:E:1328:LEU:HD13 1.99 0.45
1:E:2114:LEU:HD22 1:E:2115:LEU:H 1.81 0.45
1:E:3274:LEU:O 1:E:3275:VAL:C 2.60 0.45
1:F:3010:LEU:O 1:F:3014:LEU:HG 2.17 0.45
1:G:1324:ARG:HA | 1:G:1328:LEU:HD13 1.99 0.45
1:G:2171:-MET:O 1:G:2175:MET:HB2 2.16 0.45
1:G:3132:LEU:HA 1:G:3135:SER:HB2 1.99 0.45
1:A:2287:ALA:HB3 1:A:2290:TRP:HB2 1.99 0.45
1:B:2227:ARG:HG3 1:B:2240:SER:HB3 1.97 0.45
1:B:3114:LEU:O 1:B:3114:LEU:HD13 2.17 0.45
1:C:2227:ARG:HG3 1:C:2240:SER:HB3 1.98 0.45
1:C:3065: TYR:HD2 1:C:3065:TYR:O 2.00 0.45
1:C:3132:LEU:HA 1:C:3135:SER:HB2 1.99 0.45
1:D:2287:ALA:HB3 1:D:2290: TRP:HB2 1.99 0.45
1:D:3291:TYR:HE1 1:D:3302:LYS:HA 1.81 0.45
1:E:1090:CYS:HB3 1:E:1140:VAL:HG23 1.98 0.45
1:F:1062:VAL:HB 1:F:1190:1ILE:HG12 1.98 0.45
1:G:2227:ARG:HG3 1:G:2240:SER:HB3 1.99 0.45
1:H:1150: THR:HA 1:H:1151:PRO:HD3 1.61 0.45
1:H:3029:LEU:CD2 1:H:3254:PRO:HD2 2.47 0.45
1:H:3171:MET:C 1:H:3173:GLN:H 2.23 0.45
1:H:3287:ALA:HB3 1:H:3290: TRP:HB2 1.98 0.45
1:B:92:PHE:O 1:B:116:CYS:HA 2.17 0.45
1:D:173:GLN:C 1:D:175:MET:H 2.25 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:1067:PRO:O 1:D:1070:SER:OG 2.23 0.45
1:D:1150: THR:HA 1:D:1151:PRO:HD3 1.61 0.45
1:D:2090:CYS:CB 1:D:2140:VAL:HG13 2.47 0.45
1:D:3269:ASN:O 1:D:3270:PHE:C 2.59 0.45
1:E:2060:ARG:HB3 1:E:2220:SER:OG 2.17 0.45
1:G:158:GLU:HB3 1:G:159:ILE:H 1.59 0.45
1:G:2129:CYS:HB2 | 1:G:2178:LEU:HD11 1.99 0.45
1:G:3312:ASN:O 1:G:3313:PRO:C 2.60 0.45
1:H:1133:ALA:C 1:H:1135:SER:H 2.23 0.45
1:A:3281:GLU:O 1:A:3283:LEU:N 2.50 0.44
1:E:132:LEU:HD11 1:E:1026:ILE:HD12 1.99 0.44
1:E:1062:VAL:HB 1:E:1190:ILE:HG12 1.98 0.44
1:E:1282:LYS:H 1:E:1282:LYS:HG2 1.60 0.44
1:E:3040:ILE:O 1:E:3055:GLY:HA3 2.16 0.44
1:F:2090:CYS:CB 1:F:2140:VAL:HG13 2.48 0.44
1:F:3065: TYR:HD2 1:F:3065:TYR:O 1.99 0.44
1:F:3291:TYR:HE1 1:F:3302:LYS:HA 1.82 0.44
1:G:99:LEU:HD23 1:G:1255:PHE:CZ 2.52 0.44
1:G:2014:LEU:C 1:G:2016:GLN:H 2.24 0.44
1:G:2253:ALA:HA 1:G:2254:PRO:HD3 1.83 0.44
1:H:2171:MET:O 1:H:2175:MET:HB2 2.17 0.44
1:H:3253:ALA:HA 1:H:3254:PRO:HD3 1.80 0.44
1:A:64:ILE:HG12 1:A:223:LEU:HB2 1.98 0.44
1:A:1173:GLN:C 1:A:1175:MET:H 2.25 0.44
1:A:2293:TYR:CE1 1:A:2319:ILE:HD11 2.52 0.44
1:B:2287:ALA:HB3 1:B:2290: TRP:HB2 2.00 0.44
1:B:3010:LEU:C 1:B:3012:ALA:H 2.25 0.44
1:C:72:LYS:HB2 1:C:72:LYS:HE3 1.75 0.44
1:D:221:VAL:HA 1:D:248:LYS:0O 2.17 0.44
1:D:2293: TYR:CE1 1:D:2319:ILE:HD11 2.52 0.44
1:E:2227:ARG:HG3 1:E:2240:SER:HB3 1.98 0.44
1:F:160:GLY:HA3 1:F:163:HIS:HA 1.99 0.44
1:G:2293: TYR:CE1 1:G:2319:ILE:HD11 2.52 0.44
1:G:3075:LEU:O 1:G:3075:LEU:HD23 2.16 0.44
1:H:1018:GLU:OE2 1:H:1024:GLY:HA2 2.17 0.44
1:H:2287:ALA:HB3 1:H:2290: TRP:HB2 1.99 0.44
1:H:3264: TYR:CE1 3:H:3400:ANP:H1’ 2.52 0.44
1:A:3319:ILE:O 1:A:3320:GLU:C 2.61 0.44
1:B:1062:VAL:HB 1:B:1190:ILE:HG12 1.98 0.44
1:B:1173:GLN:C 1:B:1175:-MET:H 2.24 0.44
1:B:3140:VAL:HG23 | 1:B:3188:LEU:HB3 2.00 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:2122:GLY:0O 1:D:2123:GLU:C 2.61 0.44
1:E:1064:1LE:HG23 1:E:1223:LEU:HB3 1.99 0.44
1:E:2122:GLY:O 1:E:2123:GLU:C 2.60 0.44
1:E:3077:LEU:HG 1:E:3080:ILE:HD12 2.00 0.44
1:F:3287:ALA:HB3 1:F:3290: TRP:HB2 1.98 0.44
1:H:69:SER:N 3:H:400:ANP:0O1B 2.50 0.44
1:H:3306:THR.:C 1:H:3308: TRP:H 2.25 0.44
1:A:1133:ALA:C 1:A:1135:SER:H 2.25 0.44
1:A:3301:GLY:O 1:A:3302:LYS:C 2.60 0.44
1:B:1050:ALA:HB1 1:B:1256:LYS:HB3 1.99 0.44
1:B:1090:CYS:HB3 | 1:B:1140:VAL:HG23 1.99 0.44
1:B:3064:ILE:O 1:B:3192:ILE:HA 2.16 0.44
1:B:3291:TYR:HE1 1:B:3302:LYS:HA 1.82 0.44
1:B:3306: THR:C 1:B:3308: TRP:H 2.25 0.44
1:B:3312:ASN:O 1:B:3313:PRO:C 2.61 0.44
1:C:2084:GLN:HG3 1:C:2090:CYS:SG 2.58 0.44
1:C:2171:MET:O 1:C:2175:MET:HB2 2.17 0.44
1:C:2229:GLY:O 1:C:2230:ALA:CB 2.64 0.44
1:D:2230:ALA:HA 1:D:2239:GLY:O 2.18 0.44
1:E:157:GLY:O 1:E:158:GLU:O 2.36 0.44
1:E:3075:LEU:O 1:E:3075:LEU:HD23 2.17 0.44
1:F:92:PHE:O 1:F:116:CYS:HA 2.17 0.44
1:F:2128:1LE:HG22 1:F:2132:LEU:CD1 2.47 0.44
1:G:75:LEU:HD23 1:G:75:LEU:C 2.42 0.44
1:G:1062:VAL:HB 1:G:1190:ILE:HG12 2.00 0.44
1:G:1305:ALA:O 1:G:1306: THR:O 2.35 0.44
1:G:2218:TYR:HD2 1:G:2218:TYR:HA 1.73 0.44
1:H:1324:ARG:HA 1:H:1328.LEU:HD13 1.98 0.44
1:A:73: THR:HG23 1:A:77:LEU:HD13 1.98 0.44
1:A:1207:GLU:O 1:A:1208: THR:C 2.61 0.44
1:A:3224:ASP:O 1:A:3244:VAL:HA 2.18 0.44
1:B:3269:ASN:O 1:B:3270:PHE:C 2.60 0.44
1:C:2253:ALA:HA 1:C:2254:PRO:HD3 1.83 0.44
1:D:157:GLY:HA3 1:D:1172:SER:CB 2.47 0.44
1:D:3269:ASN:O 1:D:3272:GLY:N 2.51 0.44
1:E:1173:GLN:C 1:E:1175:MET:H 2.26 0.44
1:E:2063:GLU:HG3 | 1:E:2215:LEU:HD21 1.99 0.44
1:E:2287:ALA:HB3 1:E:2290: TRP:HB2 1.99 0.44
1:E:3326:LEU:O 1:E:3327:LEU:HG 2.17 0.44
1:F:173:GLN:C 1:F:175:-MET:H 2.25 0.44
1:H:3040:ILE:O 1:H:3055:GLY:HA3 2.18 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:B:171:MET:O 1:B:175:MET:HB2 2.17 0.44
1:B:1324:ARG:HA 1:B:1328:LEU:HD13 2.00 0.44
1:C:171:MET:O 1:C:175:MET:HB2 2.18 0.44
1:C:3140:VAL:HG23 | 1:C:3188:LEU:HB3 1.99 0.44
1:C:3271:TYR:O 1:C:3275:VAL:HG23 2.18 0.44
1:D:2063:GLU:HG3 | 1:D:2215:LEU:HD21 2.00 0.44
1:D:3010:LEU:C 1:D:3012:ALA:H 2.25 0.44
1:D:3171:MET:C 1:D:3173:GLN:H 2.23 0.44
1:E:3306:THR:C 1:E:3308: TRP:H 2.25 0.44
1:F:2301:GLY:O 1:F:2302:LYS:C 2.60 0.44
1:F:3313:PRO:O 1:F:3316:ALA:HB3 2.17 0.44
1:G:90:CYS:HG 1:G:140:VAL:HG13 1.82 0.44
1:G:1090:CYS:HB3 | 1:G:1140:VAL:HG23 1.99 0.44
1:G:3253:ALA:HA 1:G:3254:PRO:HD3 1.81 0.44
1:H:45:LEU:HD23 1:H:270:PHE:HD1 1.82 0.44
1:H:1016:GLN:O 1:H:1020:GLN:HB2 2.17 0.44
1:H:3269:ASN:O 1:H:3270:PHE:C 2.61 0.44
1:A:1202:MET:O 1:B:3116:CYS:O 2.36 0.44
1:A:2229:GLY:O 1:A:2230:ALA:CB 2.65 0.44
1:B:115:LEU:HA 1:B:1027:-MET:O 2.18 0.44
1:C:173:GLN:HB3 1:C:174:ALA:H 1.68 0.44
1:C:3077:LEU:HG 1:C:3080:ILE:HD12 2.00 0.44
1:D:3045:LEU:H 1:D:3273:GLU:CD 2.26 0.44
1:D:3326:LEU:O 1:D:3327:LEU:HG 2.17 0.44
1:E:2048:ASP:O 1:E:2051:LEU:HB2 2.18 0.44
1:E:2301:GLY:O 1:E:2302:LYS:C 2.60 0.44
1:E:3145:SER:O 1:E:3146:VAL:C 2.60 0.44
1:F:3090:CYS:SG 1:F:3140:VAL:CG1 3.06 0.44
1:H:92:PHE:O 1:H:116:CYS:HA 2.16 0.44
1:H:145:SER:O 1:H:146:VAL:C 2.60 0.44
1:H:3101:PRO:O 1:H:3104:ALA:HB3 2.18 0.44
1:A:115:LEU:CD2 1:A:1028:ARG:HG2 2.48 0.44
1:A:2227:ARG:HG3 1:A:2240:SER:HB3 1.99 0.44
1:A:3293:TYR:O 1:A:3296:GLU:HB2 2.18 0.44
1:B:72:LYS:HB2 1:B:72:LYS:HE3 1.74 0.44
1:C:1173:GLN:C 1:C:1175:MET:H 2.26 0.44
1:C:2064:ILE:O 1:C:2192:ILE:HA 2.17 0.44
1:C:2293: TYR:CE1 1:C:2319:ILE:HD11 2.52 0.44
1:D:75:LEU:HD23 1:D:75:LEU:C 2.42 0.44
1:D:3092:PHE:CE2 | 1:D:3099:LEU:HD22 2.53 0.44
1:E:3114:LEU:HD13 1:E:3114:LEU:O 2.18 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:F:2230:ALA:HA 1:F:2239:GLY:O 2.18 0.44
1:F:2253:ALA:HA 1:F:2254:PRO:HD3 1.83 0.44
1:F:3224:ASP:O 1:F:3244:VAL:HA 2.18 0.44
1:G:92:PHE:O 1:G:116:CYS:HA 2.17 0.44
1:G:2122:GLY:O 1:G:2123:GLU:C 2.59 0.44
1:G:2229:GLY:O 1:G:2230:ALA:CB 2.66 0.44
1:G:3319:ILE:O 1:G:3320:GLU:C 2.60 0.44
1:H:1282:LYS:H 1:H:1282:LYS:HG2 1.58 0.44
1:H:2128:ILE:HG22 1:H:2132:LEU:CD1 2.48 0.44
1:A:2090:CYS:CB 1:A:2140:VAL:HG13 2.47 0.44
1:A:2223:LEU:HD12 1:A:2223:LEU:HA 1.85 0.44
1:B:3300:GLN:NE2 1:C:1300:GLN:H 2.15 0.44
1:C:3029:LEU:CD2 1:C:3254:PRO:HD2 2.47 0.44
1:C:3040:ILE:O 1:C:3055:GLY:HA3 2.18 0.44
1:C:3048:ASP:OD1 1:C:3048:ASP:N 2.50 0.44
1:D:1173:GLN:C 1:D:1175:MET:H 2.25 0.44
1:F:3042: THR:OG1 1:F:3048:ASP:0OD1 2.27 0.44
1:G:1064:1ILE:HG23 1:G:1223:LEU:HB3 2.00 0.44
1:G:2233:GLU:HG3 | 1:G:2238:VAL:HG11 2.00 0.44
1:H:2060:ARG:HB3 1:H:2220:SER:OG 2.17 0.44
1:H:2090:CYS:CB 1:H:2140:VAL:HG13 2.48 0.44
1:A:1201:VAL:O 1:A:1202:MET:HE2 2.18 0.43
1:A:3056:LEU:HA 1:A:3057:PRO:HD3 1.66 0.43
1:A:3090:CYS:SG 1:A:3140:VAL:CG1 3.06 0.43
1:B:2293: TYR:CE1 1:B:2319:ILE:HD11 2.52 0.43
1:B:3029:LEU:CD2 1:B:3254:PRO:HD2 2.48 0.43
1:C:2233:GLU:HG3 | 1:C:2238:VAL:HG11 2.00 0.43
1:C:3145:SER:O 1:C:3146:VAL:C 2.61 0.43
1:D:3140:VAL:HG23 | 1:D:3188:LEU:HB3 1.99 0.43
1:E:156:GLU:C 1:E:158:GLU:H 2.26 0.43
1:E:2300:GLN:HE21 1:H:2300:GLN:N 2.16 0.43
1:E:3076:THR:O 1:E:3080:ILE:HG13 2.18 0.43
1:E:3101:PRO:O 1:E:3104:ALA:HB3 2.17 0.43
1:F:1173:GLN:C 1:F:1175:MET:H 2.24 0.43
1:F:2300:GLN:H 1:G:2300:GLN:NE2 2.16 0.43
1:F:3306: THR.:C 1:F:3308: TRP:N 2.76 0.43
1:G:2048:ASP:O 1:G:2051:LEU:HB2 2.18 0.43
1:G:2060:ARG:HB3 1:G:2220:SER:OG 2.17 0.43
1:G:3029:LEU:CD2 1:G:3254:PRO:HD2 2.48 0.43
1:G:3065: TYR:HD2 1:G:3065:TYR:O 2.01 0.43
1:G:3090:CYS:SG 1:G:3140:VAL:CG1 3.06 0.43
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:H:1153:ALA:O 1:H:1157:GLY:O 2.36 0.43
1:A:1300:GLN:N 1:D:3300: GLN:NE2 2.64 0.43
1:A:3048:ASP:0OD1 1:A:3048:ASP:N 2.51 0.43
1:A:3132:LEU:HA 1:A:3135:SER:HB2 2.00 0.43
1:A:3218:TYR:HD2 1:A:3218:TYR:HA 1.66 0.43
1:A:3271:TYR:O 1:A:3275:VAL:HG23 2.19 0.43
1:B:1014:LEU:C 1:B:1016:GLN:N 2.75 0.43
1:C:2128:ILE:HG22 1:C:2132:LEU:CD1 2.47 0.43
1:C:3051:LEU:HD23 1:C:3051:LEU:HA 1.84 0.43
1:D:1050:ALA:HB1 1:D:1256:LYS:HB3 2.00 0.43
1:D:1153:ALA:O 1:D:1157:GLY:C 2.61 0.43
1:D:1305:ALA:O 1:D:1306: THR:O 2.35 0.43
1:F:1133:ALA:C 1:F:1135:SER:H 2.25 0.43
1:F:3312:ASN:O 1:F:3313:PRO:C 2.60 0.43
1:G:171:MET:O 1:G:175:MET:HB2 2.17 0.43
1:G:1173:GLN:C 1:G:1175:MET:H 2.26 0.43
1:G:2111:ILE:HD13 1:G:2111:ILE:HA 1.75 0.43
1:G:2230:ALA:HA 1:G:2239:GLY:O 2.18 0.43
1:H:231:VAL:HB 1:H:239:GLY:HA3 2.00 0.43
1:H:2014:LEU:C 1:H:2016:GLN:H 2.26 0.43
1:H:3140:VAL:HG23 | 1:H:3183:LEU:HB3 2.01 0.43
1:A:3072:LYS:CE 3:A:3400:ANP:O1B 2.59 0.43
1:B:3300:GLN:HE22 | 1:C:1299:GLY:HA2 1.83 0.43
1:C:3326:LEU:O 1:C:3327:LEU:HG 2.17 0.43
1:D:1014:LEU:C 1:D:1016:GLN:N 2.75 0.43
1:D:2233:GLU:HG3 | 1:D:2238:VAL:HG11 2.01 0.43
1:E:92:PHE:O 1:E:116:CYS:HA 2.17 0.43
1:E:3132:LEU:HA 1:E:3135:SER:HB2 2.00 0.43
1:E:3281:GLU:O 1:E:3283:LEU:N 2.51 0.43
1:F:3029:LEU:CD2 1:F:3254:PRO:HD2 2.47 0.43
1:F:3264: TYR:CE1 3:F:3400:ANP:H1’ 2.53 0.43
1:H:3109:VAL:HG12 1:H:3110:ASP:N 2.33 0.43
1:B:73: THR:HG23 1:B:77:LEU:HD13 1.99 0.43
1:B:173:GLN:C 1:B:175:MET:H 2.26 0.43
1:B:1018:GLU:OE2 1:B:1024:GLY:HA2 2.18 0.43
1:B:1090:CYS:SG 1:B:1140:VAL:HG22 2.59 0.43
1:B:3224:ASP:0O 1:B:3244:VAL:HA 2.18 0.43
1:C:66:GLY:O 1:C:72:LYS:HE2 2.18 0.43
1:C:1014:LEU:C 1:C:1016:GLN:N 277 0.43
1:C:2014:LEU:C 1:C:2016:GLN:N 2.76 0.43
1:D:1154:GLU:HG2 1:D:1159:ILE:HA 2.00 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:F:1014:LEU:C 1:F:1016:GLN:N 2.74 0.43
1:G:2128:ILE:HG22 | 1:G:2132:LEU:CD1 2.48 0.43
1:A:145:SER:O 1:A:146:VAL:C 2.62 0.43
1:A:2065:TYR:C 1:A:2065:TYR:HD1 2.27 0.43
1:A:3065:TYR:HD2 1:A:3065:TYR:O 2.00 0.43
1:A:3140:VAL:HG23 | 1:A:3183:LEU:HB3 2.00 0.43
1:B:2218:TYR:HD2 1:B:2218:TYR:HA 1.73 0.43
1:B:3327:LEU:O 1:B:3328:LEU:HD12 2.17 0.43
1:C:3177:LYS:HE3 1:F:173:GLN:NE2 2.34 0.43
1:C:3281:GLU:O 1:C:3283:LEU:N 2.52 0.43
1:C:3306: THR:C 1:C:3308: TRP:N 2.77 0.43
1:D:1072:LYS:HB3 1:D:1225:ILE:HG21 2.00 0.43
1:D:2128:ILE:HG22 1:D:2132:LEU:CD1 2.49 0.43
1:F:1048:ASP:HB3 1:F:1054:GLY:HA2 2.01 0.43
1:F:2171:MET:O 1:F:2175:MET:HB2 2.17 0.43
1:G:2122:GLY:O 1:G:2125:ALA:HB3 2.18 0.43
1:G:3151:PRO:CB 1:H:3151:PRO:HG2 2.48 0.43
1:H:1048:ASP:HB3 1:H:1054:GLY:HA2 2.00 0.43
1:A:1090:CYS:HB3 | 1:A:1140:VAL:HG23 1.99 0.43
1:B:75:LEU:HD23 1:B:75:LEU:C 2.42 0.43
1:B:3144:ASP:0OD1 1:B:3145:SER:HB2 2.19 0.43
1:B:3306: THR:C 1:B:3308: TRP:N 2.77 0.43
1:C:2063:GLU:HG3 | 1:C:2215:LEU:HD21 1.99 0.43
1:D:231:VAL:HB 1:D:239:GLY:HA3 2.00 0.43
1:D:1090:CYS:HB3 | 1:D:1140:VAL:HG23 2.00 0.43
1:D:2014:LEU:C 1:D:2016:GLN:H 2.25 0.43
1:D:2229:GLY:O 1:D:2230:ALA:CB 2.66 0.43
1:E:72:LYS:HB2 1:E:72:LYS:HE3 1.73 0.43
1:E:1048:ASP:HB3 1:E:1054:GLY:HA2 2.01 0.43
1:E:1114:LEU:O 1:E:2028:ARG:HA 2.19 0.43
1:E:1300:GLN:H 1:H:3300:GLN:HE21 1.54 0.43
1:F:3092:PHE:CE2 1:F:3099:LEU:HD22 2.54 0.43
1:F:3274:LEU:O 1:F:3275:VAL:C 2.61 0.43
1:G:1014:LEU:C 1:G:1016:GLN:N 277 0.43
1:G:1056:LEU:HA 1:G:1057:PRO:HD2 1.81 0.43
1:A:2171:MET:O 1:A:2175:MET:HB2 2.18 0.43
1:B:1066:GLY:HA2 1:B:1067:PRO:HD2 1.85 0.43
1:B:2063:GLU:HG3 | 1:B:2215:LEU:HD21 2.01 0.43
1:B:2300:GLN:HE21 1:C:2300:GLN:CB 2.31 0.43
1:C:173:GLN:C 1:C:175:MET:H 2.26 0.43
1:D:3306:THR.:C 1:D:3308: TRP:H 2.26 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:1072:LYS:HB3 1:E:1225:ILE:HG21 2.01 0.43
1:F:1097:HIS:CD2 1:F:2248:LYS:HG3 2.53 0.43
1:G:145:SER:O 1:G:146:VAL:C 2.61 0.43
1:G:2063:GLU:HG3 | 1:G:2215:LEU:HD21 2.01 0.43
1:G:2064:ILE:O 1:G:2192:ILE:HA 2.19 0.43
1:G:3114:LEU:O 1:G:3114:LEU:HD13 2.17 0.43
1:H:1090:CYS:HB3 | 1:H:1140:VAL:HG23 2.01 0.43
1:A:171:MET:O 1:A:175:-MET:HB2 2.19 0.43
1:B:1048:ASP:HB3 1:B:1054:GLY:HA2 2.01 0.43
1:B:3132:LEU:HA 1:B:3135:SER:HB2 2.00 0.43
1:C:100:ASP:HB3 1:C:103:TYR:HB3 2.01 0.43
1:C:1040:1LE:HD13 1:C:1040:1ILE:HA 1.91 0.43
1:D:2048:ASP:O 1:D:2051:LEU:HB2 2.19 0.43
1:E:118:GLN:HE21 1:E:1254:PRO:HB3 1.84 0.43
1:E:2233:GLU:HG3 | 1:E:2238:VAL:HG11 2.00 0.43
1:E:3306:THR:C 1:E:3308: TRP:N 2.77 0.43
1:G:100:ASP:HB3 1:G:103:TYR:HB3 2.01 0.43
1:H:3281:GLU:O 1:H:3283:LEU:N 2.51 0.43
1:A:1014:LEU:C 1:A:1016:GLN:N 2.75 0.43
1:A:1305:ALA:O 1:A:1306:THR:O 2.37 0.43
1:A:2014:LEU:C 1:A:2016:GLN:N 2.77 0.43
1:B:100:ASP:HB3 1:B:103:TYR:HB3 2.01 0.43
1:B:3051:LEU:HD23 1:B:3051:LEU:HA 1.84 0.43
1:B:3056:LEU:HA 1:B:3057:PRO:HD3 1.63 0.43
1:D:3185:SER:C 1:D:3187:THR:N 2.71 0.43
1:E:1300:GLN:HE22 1:H:3300:GLN:N 2.11 0.43
1:E:3232:LYS:NZ 1:H:1235:GLU:HG2 2.34 0.43
1:F:2223:LEU:HD12 1:F:2223:LEU:HA 1.83 0.43
1:F:3073: THR:O 1:F:3076: THR:OG1 2.30 0.43
1:G:173:GLN:C 1:G:175:-MET:H 2.26 0.43
1:G:3101:PRO:O 1:G:3104:ALA:HB3 2.18 0.43
1:G:3140: VAL:HG23 | 1:G:3188:LEU:HBS3 2.00 0.43
1:H:3010:LEU:C 1:H:3012:ALA:H 2.25 0.43
1:A:1209:THR:O 1:A:1209:THR:CG2 2.63 0.43
1:A:1324:ARG:HA 1:A:1328:LEU:HD13 2.01 0.43
1:A:3040:ILE:O 1:A:3055:GLY:HA3 2.19 0.43
1:A:3084:GLN:O 1:B:226:ARG:HD3 2.18 0.43
1:B:2254:PRO:HB2 1:B:2255:PHE:CD2 2.54 0.43
1:B:3293:TYR:O 1:B:3296:GLU:HB2 2.19 0.43
1:C:3101:PRO:O 1:C:3104:ALA:HB3 2.19 0.43
1:C:3253:ALA:HA 1:C:3254:PRO:HD3 1.80 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:3313:PRO:O 1:D:3316:ALA:HB3 2.19 0.43
1:E:1090:CYS:SG 1:E:1140:VAL:HG22 2.58 0.43
1:E:2128:ILE:HG22 1:E:2132:LEU:CD1 2.49 0.43
1:F:1040:1ILE:HD13 1:F:1040:1ILE:HA 1.92 0.43
1:F:1064:1ILE:HG23 1:F:1223:LEU:HB3 2.01 0.43
1:G:116:CYS:O 1:G:1026:ILE:HA 2.19 0.43
1:G:3306: THR.:C 1:G:3308: TRP:H 2.27 0.43
1:H:173:GLN:C 1:H:175:MET:H 2.27 0.43
1:H:3224:ASP:O 1:H:3244:VAL:HA 2.19 0.43
1:A:1161:ASP:HA 1:A:1166:LEU:HD12 2.01 0.42
1:A:2253:ALA:HA 1:A:2254:PRO:HD3 1.83 0.42
1:B:2014:LEU:C 1:B:2016:GLN:N 2.76 0.42
1:B:2065:TYR:HD1 1:B:2065: TYR:O 2.02 0.42
1:B:2122:GLY:O 1:B:2123:GLU:C 2.62 0.42
1:C:2118:GLN:NE2 1:C:3249:ASN:H 2.11 0.42
1:D:3072:LYS:CE 3:D:3400:ANP:O1B 2.60 0.42
1:D:3224:ASP:O 1:D:3244:VAL:HA 2.19 0.42
1:D:3312:ASN:O 1:D:3313:PRO:C 2.61 0.42
1:E:3144:ASP:0OD1 1:E:3145:SER:HB2 2.19 0.42
1:G:72:LYS:HE3 1:G:72:LYS:HB2 1.74 0.42
1:H:2048:ASP:O 1:H:2051:LEU:HB2 2.19 0.42
1:H:3132:LEU:HA 1:H:3135:SER:HB2 2.01 0.42
1:H:3293:TYR:O 1:H:3296:GLU:HB2 2.19 0.42
1:H:3312:ASN:O 1:H:3313:PRO:C 2.62 0.42
1:A:1064:1ILE:HG23 1:A:1223:LEU:HB3 2.00 0.42
1:A:1090:CYS:O 1:A:1114:LEU:HD22 2.20 0.42
1:B:173:GLN:HB3 1:B:174:ALA:H 1.68 0.42
1:B:3040:ILE:O 1:B:3055:GLY:HA3 2.19 0.42
1:B:3271:TYR:O 1:B:3275:VAL:HG23 2.19 0.42
1:C:1090:CYS:SG 1:C:1140:VAL:HG22 2.59 0.42
1:C:3090:CYS:SG 1:C:3140:VAL:CG1 3.07 0.42
1:C:3301:GLY:O 1:C:3302:LYS:C 2.62 0.42
1:D:3056:LEU:CD1 1:D:3190:ILE:HD11 2.49 0.42
1:E:71:GLY:HA2 3:E:400:ANP:H5’1 2.01 0.42
1:E:173:GLN:C 1:E:175:MET:H 2.26 0.42
1:E:2229:GLY:O 1:E:2230:ALA:CB 2.66 0.42
1:E:2253:ALA:HA 1:E:2254:PRO:HD3 1.83 0.42
1:F:107:-LEU:HD23 1:F:267:GLY:HA3 2.01 0.42
1:F:231:VAL:HB 1:F:239:GLY:HA3 2.00 0.42
1:F:3056:LEU:CD1 1:F:3190:ILE:HD11 2.48 0.42
1:F:3140:VAL:HG23 | 1:F:3183:LEU:HB3 2.01 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:G:3040:ILE:O 1:G:3055:GLY:HA3 2.18 0.42
1:G:3269:ASN:O 1:G:3270:PHE:C 2.61 0.42
1:H:171:MET:O 1:H:175:MET:HB2 2.19 0.42
1:H:2230:ALA:HA 1:H:2239:GLY:O 2.19 0.42
1:H:3268:ILE:HG22 1:H:3269:ASN:N 2.33 0.42
1:A:92:PHE:O 1:A:116:CYS:HA 2.18 0.42
1:A:126:LEU:HA 1:A:129:CYS:SG 2.59 0.42
1:A:182:LEU:C 1:A:184:GLN:N 2.77 0.42
1:A:1161:ASP:HB3 1:A:1166:LEU:CD1 2.49 0.42
1:A:1170:MET:O 1:A:1170:MET:HG2 2.17 0.42
1:A:2128:ILE:HG22 1:A:2132:LEU:CD1 2.49 0.42
1:B:231:VAL:HB 1:B:239:GLY:HA3 2.01 0.42
1:B:2122:GLY:O 1:B:2125:ALA:HB3 2.19 0.42
1:B:2128:ILE:HG22 1:B:2132:LEU:CD1 2.49 0.42
1:B:2229:GLY:O 1:B:2230:ALA:CB 2.65 0.42
1:C:2065:TYR:C 1:C:2065:TYR:HD1 2.26 0.42
1:C:2090:CYS:CB 1:C:2140:VAL:HG13 2.48 0.42
1:C:3269:ASN:O 1:C:3272:GLY:N 2.52 0.42
1:D:2253:ALA:HA 1:D:2254:PRO:HD3 1.83 0.42
1:D:3246:VAL:O 1:D:3246:VAL:HG12 2.19 0.42
1:D:3281:GLU:O 1:D:3283:LEU:N 2.52 0.42
1:D:3293:TYR:O 1:D:3296:GLU:HB2 2.20 0.42
1:E:1155:ILE:HG22 1:E:1156:GLU:OE2 2.19 0.42
1:E:3301:GLY:O 1:E:3302:LYS:C 2.62 0.42
1:F:1018:GLU:OE2 1:F:1024:GLY:HA2 2.19 0.42
1:G:3077:LEU:HG 1:G:3080:ILE:HD12 2.00 0.42
1:G:3145:SER:O 1:G:3146:VAL:C 2.61 0.42
1:G:3182:LEU:C 1:G:3184:GLN:N 2.77 0.42
1:G:3293:TYR:O 1:G:3296:GLU:HB2 2.19 0.42
1:H:156:GLU:HG3 1:H:1176:ARG:CG 2.49 0.42
1:H:268:ILE:HG22 1:H:269:ASN:N 2.33 0.42
1:H:2218: TYR:HD?2 1:H:2218:TYR:HA 1.73 0.42
1:H:2227:ARG:HG3 1:H:2240:SER:HB3 1.99 0.42
1:H:2233:GLU:HG3 | 1:H:2238:VAL:HG11 2.01 0.42
1:A:2233:GLU:HG3 | 1:A:2238:VAL:HG11 2.01 0.42
1:B:2233:GLU:HG3 | 1:B:2238:VAL:HG11 2.01 0.42
1:C:118:GLN:HE21 1:C:1249:ASN:H 1.67 0.42
1:C:1048:ASP:HB3 1:C:1054:GLY:HA2 2.01 0.42
1:D:253:ALA:HA 1:D:254:PRO:HD3 1.94 0.42
1:D:3144:ASP:0OD1 1:D:3145:SER:HB2 2.19 0.42
1:E:182:LEU:C 1:E:184:GLN:N 2.78 0.42
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
1:F:1253:ALA:HA 1:F:1254:PRO:HD3 1.90 0.42
1:F:3326:LEU:O 1:F:3327:LEU:HG 2.19 0.42
1:G:115:LEU:HA 1:G:1027:MET:O 2.19 0.42
1:G:2173:GLN:C 1:G:2175:MET:N 2.77 0.42
1:G:3051:LEU:HD23 1:G:3051:LEU:HA 1.85 0.42
1:G:3269:ASN:O 1:G:3272:GLY:N 2.52 0.42
1:G:3306: THR:C 1:G:3308: TRP:N 2.78 0.42
1:H:2063:GLU:HG3 | 1:H:2215:LEU:HD21 2.01 0.42
1:H:2275:VAL:HG21 1:H:2306: THR:HA 2.01 0.42
1:A:1123:GLU:HG3 | 1:A:1170:MET:HG3 2.02 0.42
1:A:3253:ALA:HA 1:A:3254:PRO:HD3 1.78 0.42
1:C:2230:ALA:HA 1:C:2239:GLY:O 2.18 0.42
1:D:100:ASP:HB3 1:D:103:TYR:HB3 2.01 0.42
1:D:3051:LEU:HD23 1:D:3051:LEU:HA 1.86 0.42
1:D:3301:GLY:O 1:D:3302:LYS:C 2.63 0.42
1:E:2100:ASP:HA 1:E:2101:PRO:HD2 1.92 0.42
1:E:3268:ILE:HG22 1:E:3269:ASN:N 2.35 0.42
1:E:3269:ASN:O 1:E:3272:GLY:N 2.53 0.42
1:F:1072:LYS:HB3 1:F:1225:1LE:HG21 2.01 0.42
1:F:3056:LEU:HD12 | 1:F:3190:ILE:HD11 2.01 0.42
1:G:182:LEU:C 1:G:184:GLN:N 2.77 0.42
1:G:2014:LEU:C 1:G:2016:GLN:N 2.78 0.42
1:H:92:PHE:CE2 1:H:94:ASP:HB2 2.55 0.42
1:H:3065: TYR:HD?2 1:H:3065:TYR:O 2.01 0.42
1:A:3075:LEU:O 1:A:3075:LEU:HD23 2.20 0.42
1:A:3101:PRO:O 1:A:3104:ALA:HB3 2.20 0.42
1:B:2230:ALA:HA 1:B:2239:GLY:O 2.20 0.42
1:B:3301:GLY:O 1:B:3302:LYS:C 2.63 0.42
1:C:76:THR:O 1:C:79:VAL:HG22 2.19 0.42
1:C:182:LEU:C 1:C:184:GLN:N 2.76 0.42
1:C:2223:LEU:HD12 1:C:2223:LEU:HA 1.86 0.42
1:C:2287:ALA:HB3 1:C:2290: TRP:HB2 2.00 0.42
1:D:1018:GLU:OE2 1:D:1024:GLY:HA2 2.19 0.42
1:D:1090:CYS:SG 1:D:1140:VAL:HG22 2.59 0.42
1:D:2029:LEU:HD23 | 1:D:2254:PRO:HD2 2.01 0.42
1:D:2254:PRO:HB2 1:D:2255:PHE:CD2 2.55 0.42
1:F:100:ASP:HB3 1:F:103:TYR:HB3 2.01 0.42
1:F:2173:GLN:C 1:F:2175:MET:N 2.77 0.42
1:G:101:PRO:HG3 1:G:1255:PHE:O 2.19 0.42
1:G:1145:SER:HB2 1:G:1192:ILE:HB 2.02 0.42
1:H:3077:LEU:HG 1:H:3080:1ILE:HD12 2.02 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:231:VAL:HB 1:A:239:GLY:HA3 2.01 0.42
1:A:1193:ASN:ND2 1:A:1209: THR:CA 2.83 0.42
1:A:2064:1LE:O 1:A:2192:1LE:HA 2.19 0.42
1:A:2125:ALA:HA 1:A:2128:ILE:HD12 2.02 0.42
1:A:3029:LEU:CD2 1:A:3254:PRO:HD2 2.49 0.42
1:B:2264: TYR:N 1:B:2264:TYR:CD2 2.88 0.42
1:C:3224:ASP:O 1:C:3244:VAL:HA 2.19 0.42
1:D:3029:LEU:CD2 1:D:3254:PRO:HD2 2.47 0.42
1:D:3090:CYS:SG 1:D:3140:VAL:CG1 3.08 0.42
1:D:3271:TYR:O 1:D:3275:VAL:HG23 2.19 0.42
1:E:90:CYS:HG 1:E:140:VAL:HG13 1.85 0.42
1:E:126:LEU:HA 1:E:129:CYS:SG 2.60 0.42
1:E:2300:GLN:OE1 1:H:2304:ASN:HB3 2.20 0.42
1:E:3140:VAL:HG23 | 1:E:3188:LEU:HB3 2.02 0.42
1:E:3224:ASP:O 1:E:3244:VAL:HA 2.20 0.42
1:E:3299:GLY:HA2 | 1:H:1300:GLN:HE22 1.85 0.42
1:E:3311:ASP:0OD2 1:F:286:LYS:NZ 2.53 0.42
1:F:2063:GLU:HG3 | 1:F:2215:LEU:HD21 2.01 0.42
1:G:76:THR:O 1:G:79:VAL:HG22 2.19 0.42
1:H:97:HIS:NE2 1:H:1248:LYS:HG3 2.34 0.42
1:H:253:ALA:HA 1:H:254:PRO:HD3 1.94 0.42
1:H:1123:GLU:HG3 | 1:H:1170:MET:HG3 2.02 0.42
1:A:173:GLN:C 1:A:175:MET:H 2.27 0.42
1:A:1208: THR:HG21 | 1:A:1222:ARG:NH2 2.35 0.42
1:B:3109:VAL:HG12 1:B:3110:ASP:N 2.35 0.42
1:.C:171:MET:C 1:C:173:GLN:N 2.78 0.42
1:C:1018:GLU:OE2 1:C:1024:GLY:HA2 2.19 0.42
1:D:3044:SER:HA 1:D:3273:GLU:OE1 2.20 0.42
1:D:3319:1ILE:O 1:D:3320:GLU:C 2.63 0.42
1:F:3132:LEU:HA 1:F:3135:SER:HB2 2.02 0.42
1:F:3182:LEU:C 1:F:3184:GLN:N 2.77 0.42
1:H:76: THR:O 1:H:79:VAL:HG22 2.20 0.42
1:H:2122:GLY:O 1:H:2123:GLU:C 2.61 0.42
1:A:2218:TYR:HD2 1:A:2218:TYR:HA 1.74 0.42
1:B:2173:GLN:C 1:B:2175:MET:N 2.78 0.42
1:B:3090:CYS:SG 1:B:3140:VAL:CG1 3.08 0.42
1:C:145:SER:O 1:C:146:VAL:C 2.61 0.42
1:C:1072:LYS:HB3 1:C:1225:ILE:HG21 2.00 0.42
1:C:1324:ARG:HA 1:C:1328:LEU:HD13 2.02 0.42
1:C:3319:ILE:O 1:C:3320:GLU:C 2.61 0.42
1:D:2073: THR:HA 1:D:2076: THR:HB 2.02 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:E:1014:LEU:C 1:E:1016:GLN:N 2.78 0.42
1:E:2014:LEU:C 1:E:2016:GLN:N 2.77 0.42
1:E:3218: TYR:HD2 1:E:3218: TYR:HA 1.66 0.42
1:E:3327:LEU:O 1:E:3328:LEU:HD12 2.20 0.42
1:F:1123:GLU:HG3 1:F:1170:MET:HG3 2.01 0.42
1:G:114:LEU:HD22 1:G:114:LEU:HA 1.92 0.42
1:A:107:LEU:HD23 1:A:267:GLY:HA3 2.01 0.42
1:A:1090:CYS:SG 1:A:1140:VAL:HG22 2.60 0.42
1:A:1163:HIS:O 1:A:1165:GLY:N 2.52 0.42
1:A:2173:GLN:C 1:A:2175:MET:N 2.78 0.42
1:A:3269:ASN:O 1:A:3270:PHE:C 2.63 0.42
1:A:3312:ASN:O 1:A:3313:PRO:C 2.63 0.42
1:B:92:PHE:CE2 1:B:94:ASP:HB2 2.55 0.42
1:B:3077:LEU:HG 1:B:3080:ILE:HD12 2.02 0.42
1:D:92:PHE:CE2 1:D:94:ASP:HB2 2.54 0.42
1:D:3232:LYS:HA 1:D:3236:ASN:O 2.20 0.42
1:E:111:ILE:HD13 1:E:111:ILE:HA 1.90 0.42
1:E:173:GLN:HB3 1:E:174:ALA:H 1.68 0.42
1:E:2118:GLN:NE2 1:E:3249:ASN:H 2.13 0.42
1:E:2275:VAL:HG21 1:E:2306: THR:HA 2.02 0.42
1:F:92:PHE:CE2 1:F:94:ASP:HB2 2.55 0.42
1:F:157:GLY:O 1:F:158:GLU:O 2.38 0.42
1:F:2065:TYR:O 1:F:2065:TYR:HD1 2.03 0.42
1:F:3040:ILE:O 1:F:3055:GLY:HA3 2.20 0.42
1:F:3051:LEU:HD23 1:F:3051:LEU:HA 1.88 0.42
1:G:2065:TYR:C 1:G:2065: TYR:HD1 2.27 0.42
1:H:66:GLY:O 1:H:72:LYS:HE2 2.19 0.42
1:H:72:LYS:HB2 1:H:72:LYS:HE3 1.74 0.42
1:H:118:GLN:NE2 1:H:1249:ASN:H 2.17 0.42
1:H:126:LEU:HA 1:H:129:CYS:SG 2.60 0.42
1:H:3092:PHE:CE2 | 1:H:3099:LEU:HD22 2.55 0.42
1:A:76:THR:O 1:A:79:VAL:HG22 2.20 0.41
1:A:92:PHE:CE2 1:A:94:ASP:HB2 2.54 0.41
1:A:1301:GLY:O 1:A:1302:LYS:C 2.62 0.41
1:A:2230:ALA:HA 1:A:2239:GLY:O 2.20 0.41
1:B:65:TYR:HD2 1:B:223:LEU:O 2.03 0.41
1:B:66:GLY:O 1:B:72:LYS:HE2 2.20 0.41
1:B:2100:ASP:HA 1:B:2101:PRO:HD2 1.92 0.41
1:C:92:PHE:CE2 1:C:94:ASP:HB2 2.55 0.41
1:C:107:LEU:HD23 1:C:267:GLY:HA3 2.01 0.41
1:C:2073: THR:HA 1:C:2076:THR:HB 2.02 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:D:66:GLY:O 1:D:72:LYS:HE2 2.20 0.41
1:D:1324:ARG:HA | 1:D:1328:LEU:HD13 2.01 0.41
1:D:3040:ILE:O 1:D:3055:GLY:HA3 2.19 0.41
1:D:3274:LEU:O 1:D:3275:VAL:C 2.61 0.41
1:E:231:VAL:HB 1:E:239:GLY:HA3 2.02 0.41
1:E:3312:ASN:O 1:E:3313:PRO:C 2.63 0.41
1:F:114:LEU:O 1:F:1028:ARG:HA 2.21 0.41
1:F:1324:ARG:HA 1:F:1328.LEU:HD13 2.02 0.41
1:F:2229:GLY:O 1:F:2230:ALA:CB 2.65 0.41
1:G:107:LEU:HD23 1:G:267:GLY:HA3 2.01 0.41
1:G:1090:CYS:O 1:G:1114:LEU:HD22 2.19 0.41
1:H:150: THR:OG1 1:H:1217:PHE:CE2 2.72 0.41
1:H:173:GLN:HB3 1:H:174:ALA:H 1.66 0.41
1:H:2065:TYR:C 1:H:2065:TYR:HD1 2.27 0.41
1:A:1048:ASP:HB3 1:A:1054:GLY:HA2 2.01 0.41
1:A:2124:GLN:O 1:A:2128:1LE:HG13 2.20 0.41
1:A:2254:PRO:HB2 1:A:2255:PHE:CD2 2.55 0.41
1:A:3144:ASP:OD1 1:A:3145:SER:HB2 2.20 0.41
1:B:1072:LYS:HB3 1:B:1225:ILE:HG21 2.02 0.41
1:B:1300:GLN:OE1 1:C:3304:ASN:HB3 2.20 0.41
1:B:2140:VAL:HA 1:B:2188:LEU:O 2.20 0.41
1:B:3056:LEU:CD1 1:B:3190:ILE:HD11 2.50 0.41
1:D:2111:1ILE:HD13 1:D:2111:1LE:HA 1.74 0.41
1:D:3182:LEU:C 1:D:3184:GLN:N 2.78 0.41
1:E:2230:ALA:HA 1:E:2239:GLY:O 2.20 0.41
1:E:3319:ILE:O 1:E:3320:GLU:C 2.63 0.41
1:F:2065:TYR:C 1:F:2065:TYR:HD1 2.27 0.41
1:F:2233:GLU:HG3 | 1:F:2238:VAL:HG11 2.01 0.41
1:F:2300:GLN:H 1:G:2300:GLN:HE22 1.67 0.41
1:F:3319:ILE:O 1:F:3320:GLU:C 2.61 0.41
1:G:93:ILE:HB 1:G:143:VAL:HA 2.02 0.41
1:G:1072:LYS:HB3 1:G:1225:ILE:HG21 2.01 0.41
1:G:3147:ALA:C 1:G:3149:LEU:H 2.28 0.41
1:H:1121:THR:CG2 1:H:1152:LYS:HZ2 2.32 0.41
1:B:2223:LEU:HD12 1:B:2223:LEU:HA 1.85 0.41
1:C:229:GLY:O 1:C:230:ALA:HB2 2.21 0.41
1:C:231:VAL:HB 1:C:239:GLY:HA3 2.01 0.41
1:C:1301:GLY:O 1:C:1302:LYS:C 2.63 0.41
1:C:2122:GLY:O 1:C:2125:ALA:HB3 2.19 0.41
1:C:2173:GLN:C 1:C:2175:MET:N 2.78 0.41
1:C:2254:PRO:HB2 1:C:2255:PHE:CD2 2.55 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:D:1048:ASP:HB3 1:D:1054:GLY:HA2 2.00 0.41
1:E:57:PRO:CG 1:E:251:ILE:HG12 2.50 0.41
1:E:3056:LEU:HA 1:E:3057:PRO:HD3 1.69 0.41
1:F:66:GLY:O 1:F:72:LYS:HE2 2.21 0.41
1:F:114:LEU:HD22 1:F:114:LEU:HA 1.93 0.41
1:F:3269:ASN:O 1:F:3272:GLY:N 2.52 0.41
1:G:1048:ASP:HB3 1:G:1054:GLY:HA2 2.02 0.41
1:G:1123:GLU:HG3 | 1:G:1170:MET:HG3 2.02 0.41
1:G:2254:PRO:HB2 1:G:2255:PHE:CD2 2.55 0.41
1:G:3056:LEU:HA 1:G:3057:PRO:HD3 1.68 0.41
1:G:3072:LYS:HD2 1:G:3193:ASN:O 2.20 0.41
1:G:3264: TYR:CE1 3:G:3400:ANP:H1’ 2.56 0.41
1:H:97:HIS:HB3 1:H:1247:VAL:HB 2.01 0.41
1:H:1170:MET:O 1:H:1170:MET:HG2 2.18 0.41
1:H:1305:ALA:O 1:H:1306: THR:O 2.38 0.41
1:H:2122:GLY:O 1:H:2125:ALA:HB3 2.21 0.41
1:H:3218:TYR:HD2 1:H:3218: TYR:HA 1.66 0.41
1:A:1111:ILE:HG23 | 1:A:2029:LEU:HD13 2.02 0.41
1:A:3182:LEU:C 1:A:3184:GLN:N 2.79 0.41
1:A:3232:LYS:HA 1:A:3236:ASN:O 2.20 0.41
1:B:107:LEU:HD23 1:B:267:GLY:HA3 2.00 0.41
1:C:1123:GLU:HG3 | 1:C:1170:MET:HG3 2.02 0.41
1:C:2264:TYR:N 1:C:2264:TYR:CD2 2.88 0.41
1:C:3064:1LE:CG1 1:C:3223:LEU:HB2 2.38 0.41
1:D:2065: TYR:C 1:D:2065: TYR:HD1 2.28 0.41
1:E:66:GLY:O 1:E:72:LYS:HE2 2.21 0.41
1:E:3151:PRO:HB3 1:F:3166:LEU:N 2.35 0.41
1:E:3269:ASN:O 1:E:3270:PHE:C 2.62 0.41
1:F:57:PRO:CG 1:F:251:ILE:HG12 2.50 0.41
1:F:1121: THR:CG2 1:F:1152:LYS:HZ3 2.32 0.41
1:F:2014:LEU:C 1:F:2016:GLN:N 2.78 0.41
1:F:2140:VAL:HA 1:F:2188:LEU:O 2.19 0.41
1:G:57:PRO:CG 1:G:251:ILE:HG12 2.50 0.41
1:G:2264:TYR:CD2 1:G:2264:TYR:N 2.89 0.41
1:G:3301:GLY:O 1:G:3302:LYS:C 2.63 0.41
1:H:1090:CYS:O 1:H:1114:LEU:HD22 2.20 0.41
1:H:1253:ALA:HA 1:H:1254:PRO:HD3 1.89 0.41
1:A:171:MET:C 1:A:173:GLN:N 2.78 0.41
1:A:1204:GLY:O 1:A:1205:ASN:CB 2.68 0.41
1:A:2111:1ILE:HD13 1:A:2111:ILE:HA 1.75 0.41
1:B:111:ILE:HD13 1:B:111:ILE:HA 1.90 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:B:3065: TYR:HD2 1:B:3065:TYR:O 2.03 0.41
1:C:114:LEU:HD22 1:C:114:LEU:HA 1.92 0.41
1:C:3293:TYR:O 1:C:3296:GLU:HB2 2.21 0.41
1:D:126:LEU:HA 1:D:129:CYS:SG 2.61 0.41
1:D:1062:VAL:O 1:D:1190:ILE:HA 2.21 0.41
1:D:2140:VAL:HA 1:D:2188:LEU:O 2.20 0.41
1:E:100:ASP:HB3 1:E:103:TYR:HB3 2.02 0.41
1:E:107:LEU:HD23 1:E:267:GLY:HA3 2.02 0.41
1:E:1123:GLU:HG3 1:E:1170:MET:HG3 2.03 0.41
1:E:2254:PRO:HB2 1:E:2255:PHE:CD2 2.56 0.41
1:F:71:GLY:N 3:F:400:ANP:C5’ 2.84 0.41
1:G:1018:GLU:OE2 1:G:1024:GLY:HA2 2.20 0.41
1:G:3224:ASP:O 1:G:3244:VAL:HA 2.21 0.41
1:H:2254:PRO:HB2 1:H:2255:PHE:CD2 2.55 0.41
1:H:3144:ASP:OD1 1:H:3145:SER:HB2 2.20 0.41
1:A:2122:GLY:O 1:A:2125:ALA:HB3 2.21 0.41
1:B:135:SER:OG 1:B:1013:ALA:HB1 2.20 0.41
1:B:145:SER:O 1:B:146:VAL:C 2.62 0.41
1:B:1305:ALA:O 1:B:1306: THR:O 2.38 0.41
1:B:2057:PRO:O 1:B:2188:LEU:HD13 2.21 0.41
1:C:3056:LEU:CD1 1:C:3190:ILE:HD11 2.50 0.41
1:D:145:SER:O 1:D:146:VAL:C 2.63 0.41
1:D:1146:VAL:CG1 1:D:1211:GLY:HA3 2.50 0.41
1:D:3077:LEU:HG 1:D:3080:ILE:HD12 2.01 0.41
1:D:3109:VAL:HG12 1:D:3110:ASP:N 2.35 0.41
1:D:3147:ALA:C 1:D:3149:LEU:H 2.28 0.41
1:E:1123:GLU:O 1:E:1124:GLN:C 2.64 0.41
1:E:1300: GLN:HE22 1:H:3299:GLY:CA 2.26 0.41
1:E:2084:GLN:HG3 1:E:2090:CYS:SG 2.60 0.41
1:E:2264: TYR:N 1:E:2264:TYR:CD2 2.88 0.41
1:F:2254:PRO:HB2 1:F:2255:PHE:CD2 2.55 0.41
1:F:2300:GLN:NE2 1:G:2300:GLN:H 2.18 0.41
1:G:1040:ILE:HD13 1:G:1040:ILE:HA 1.92 0.41
1:H:3271:TYR:O 1:H:3275:VAL:HG23 2.20 0.41
1:A:229:GLY:O 1:A:230:ALA:HB2 2.21 0.41
1:A:2063:GLU:HG3 | 1:A:2215:LEU:HD21 2.01 0.41
1:A:2264:TYR:N 1:A:2264:TYR:CD2 2.89 0.41
1:A:3269:ASN:O 1:A:3272:GLY:N 2.53 0.41
1:B:57:PRO:CG 1:B:251:ILE:HG12 2.51 0.41
1:B:1300:GLN:HE22 1:C:3300:GLN:H 1.66 0.41
1:C:93:ILE:HB 1:C:143:VAL:HA 2.03 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:93:ILE:HG13 1:C:143:VAL:HG13 2.01 0.41
1:C:141:1ILE:HB 1:C:189:LEU:HG 2.03 0.41
1:C:2254:PRO:O 1:C:2255:PHE:HB2 2.21 0.41
1:D:107:LEU:HD23 1:D:267:GLY:HA3 2.01 0.41
1:D:2014:LEU:C 1:D:2016:GLN:N 2.78 0.41
1:E:1090:CYS:O 1:E:1114:LEU:HD22 2.20 0.41
1:E:2090:CYS:CB 1:E:2140:VAL:HG13 2.48 0.41
1:E:3293:TYR:O 1:E:3296:GLU:HB2 2.21 0.41
1:F:224:ASP:HB3 1:F:245:LYS:HB3 2.02 0.41
1:F:2264:TYR:N 1:F:2264: TYR:CD2 2.88 0.41
1:F:2300:GLN:HE21 | 1:G:2300:GLN:HB3 1.85 0.41
1:F:3144:ASP:0OD1 1:F:3145:SER:HB2 2.20 0.41
1:G:3313:PRO:O 1:G:3316:ALA:HB3 2.20 0.41
1:H:1040:1ILE:HD13 1:H:1040:1ILE:HA 1.91 0.41
1:H:3042: THR:OG1 1:H:3048:ASP:OD1 2.26 0.41
1:H:3147:ALA:C 1:H:3149:LEU:H 2.28 0.41
1:H:3306: THR.:C 1:H:3308: TRP:N 2.78 0.41
1:H:3319:ILE:O 1:H:3320:GLU:C 2.63 0.41
1:A:100:ASP:HB3 1:A:103:TYR:HB3 2.02 0.41
1:A:3327:LEU:O 1:A:3328:LEU:HD12 2.20 0.41
1:B:93:ILE:HG13 1:B:143:VAL:HG13 2.02 0.41
1:B:2142:VAL:HG22 1:B:2190:ILE:HB 2.02 0.41
1:C:57:PRO:CG 1:C:251:1LE:HG12 2.51 0.41
1:C:1090:CYS:O 1:C:1114:LEU:HD22 2.21 0.41
1:C:3144:ASP:OD1 1:C:3145:SER:HB2 2.21 0.41
1:D:2122:GLY:O 1:D:2125:ALA:HB3 2.21 0.41
1:E:76:THR:O 1:E:79:VAL:HG22 2.21 0.41
1:E:3105:ARG:HH11 | 1:F:227:ARG:HH22 1.69 0.41
1:F:1097:HIS:NE2 1:F:2248:LYS:HG3 2.36 0.41
1:F:3301:GLY:O 1:F:3302:LYS:C 2.63 0.41
1:H:141:ILE:HB 1:H:189:LEU:HG 2.03 0.41
1:H:2014:LEU:C 1:H:2016:GLN:N 2.79 0.41
1:H:3145:SER:O 1:H:3146:VAL:C 2.64 0.41
1:A:57:PRO:CG 1:A:251:ILE:HG12 2.50 0.41
1:A:66:GLY:O 1:A:72:LYS:HE2 2.20 0.41
1:A:71:GLY:HA2 3:A:400:ANP:H5’1 2.03 0.41
1:A:178:LEU:O 1:A:182:LEU:HG 2.21 0.41
1:A:1123:GLU:O 1:A:1124:GLN:C 2.64 0.41
1:A:2057:PRO:O 1:A:2188:LEU:HD13 2.21 0.41
1:B:182:LEU:C 1:B:184:GLN:N 2.79 0.41
1:B:1006:LYS:HG3 1:B:1007:GLN:H 1.86 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:2275:VAL:HG21 1:B:2306: THR:HA 2.02 0.41
1:C:99:LEU:HD23 1:C:1255:PHE:CZ 2.56 0.41
1:C:1006:LYS:HG3 1:C:1007:GLN:H 1.86 0.41
1:C:1064:1LE:HG23 1:C:1223:LEU:HB3 2.02 0.41
1:C:2125:ALA:HA 1:C:2128:ILE:HD12 2.03 0.41
1:C:3327:LEU:O 1:C:3328:LEU:HD12 2.20 0.41
1:D:57:PRO:CG 1:D:251:ILE:HG12 2.51 0.41
1:D:2264: TYR:N 1:D:2264:TYR:CD2 2.88 0.41
1:D:3076: THR:O 1:D:3080:ILE:HG13 2.20 0.41
1:E:158:GLU:O 1:E:159:ILE:O 2.39 0.41
1:E:1006:LYS:HG3 1:E:1007:GLN:H 1.86 0.41
1:E:1111:ILE:HD13 1:E:1111:ILE:HA 1.81 0.41
1:E:2065: TYR:C 1:E:2065: TYR:HD1 2.28 0.41
1:E:2073: THR:HA 1:E:2076: THR:HB 2.03 0.41
1:E:2111:ILE:HD13 1:E:2111:ILE:HA 1.74 0.41
1:E:3056:LEU:CD1 1:E:3190:ILE:HD11 2.51 0.41
1:E:3075:LEU:HD23 1:E:3075:LEU:C 2.46 0.41
1:E:3232:LYS:HA 1:E:3236:ASN:O 2.21 0.41
1:F:145:SER:O 1:F:146:VAL:C 2.62 0.41
1:F:3232:LYS:HA 1:F:3236:ASN:O 2.20 0.41
1:G:224:ASP:HB3 1:G:245:LYS:HB3 2.03 0.41
1:G:231:VAL:HB 1:G:239:GLY:HA3 2.01 0.41
1:G:1090:CYS:SG 1:G:1140:VAL:HG22 2.60 0.41
1:G:2072:LYS:HE3 1:G:2193:ASN:O 2.20 0.41
1:G:2072:LYS:HE2 1:G:2192:ILE:HG22 2.03 0.41
1:G:3044:SER:HB3 1:G:3047:LEU:HB2 2.03 0.41
1:H:144:ASP:HA 1:H:145:SER:HA 1.84 0.41
1:H:178:LEU:0O 1:H:182:LEU:HG 2.21 0.41
1:H:224:ASP:HB3 1:H:245:LYS:HB3 2.03 0.41
1:H:3090:CYS:SG 1:H:3140:VAL:HG12 2.61 0.41
1:H:3232:LYS:HA 1:H:3236:ASN:O 2.20 0.41
1:B:93:ILE:HB 1:B:143:VAL:HA 2.03 0.41
1:B:1040:ILE:HD13 1:B:1040:ILE:HA 1.92 0.41
1:B:1090:CYS:O 1:B:1114:LEU:HD22 2.21 0.41
1:B:3319:ILE:O 1:B:3320:GLU:C 2.64 0.41
1:C:1121:THR:CG2 1:C:1152:LYS:HZ3 2.34 0.41
1:C:3075:LEU:O 1:C:3075:LEU:HD23 2.21 0.41
1:D:93:ILE:HG13 1:D:143:VAL:HG13 2.03 0.41
1:D:141:ILE:HB 1:D:189:LEU:HG 2.03 0.41
1:D:1090:CYS:O 1:D:1114:LEU:HD22 2.20 0.41
1:D:3306:THR.:C 1:D:3308: TRP:N 2.78 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:E:171:MET:C 1:E:173:GLN:N 2.79 0.41
1:E:1040:1ILE:HD13 1:E:1040:ILE:HA 1.93 0.41
1:E:2140:VAL:HA 1:E:2188:LEU:O 2.21 0.41
1:E:2142:VAL:HG22 1:E:2190:ILE:HB 2.04 0.41
1:F:111:ILE:HD13 1:F:111:ILE:HA 1.88 0.41
1:F:229:GLY:O 1:F:230:ALA:HB2 2.21 0.41
1:F:2073: THR:HA 1:F:2076:THR:HB 2.03 0.41
1:G:118:GLN:HE21 1:G:1249:ASN:H 1.68 0.41
1:G:3246:VAL:O 1:G:3246:VAL:HG12 2.20 0.41
1:G:3327:LEU:O 1:G:3328:LEU:HD12 2.21 0.41
1:H:182:LEU:C 1:H:184:GLN:N 2.77 0.41
1:H:3313:PRO:O 1:H:3316:ALA:HB3 2.21 0.41
1:A:3151:PRO:HG2 1:B:3151:PRO:CG 2.45 0.40
1:B:76: THR:O 1:B:79:VAL:HG22 2.21 0.40
1:B:3284:ILE:HG23 1:B:3292:SER:O 2.21 0.40
1:C:144:ASP:HA 1:C:145:SER:HA 1.81 0.40
1:C:178:LEU:O 1:C:182:LEU:HG 2.22 0.40
1:D:1166:LEU:C 1:D:1168:ALA:N 2.80 0.40
1:E:1062:VAL:O 1:E:1190:ILE:HA 2.21 0.40
1:E:3182:LEU:C 1:E:3184:GLN:N 2.79 0.40
1:F:2091:ALA:HA 1:F:2115:LEU:HB2 2.02 0.40
1:F:2125:ALA:HA 1:F:2128:ILE:HD12 2.03 0.40
1:H:100:ASP:HB3 1:H:103:TYR:HB3 2.02 0.40
1:H:2072:LYS:HE2 1:H:2192:1LE:HG22 2.03 0.40
1:H:2308: TRP:CE3 | 1:H:2309:LEU:HD23 2.56 0.40
1:B:2084:GLN:HG3 1:B:2090:CYS:SG 2.61 0.40
1:C:2065:TYR:HD1 1:C:2065:TYR:O 2.03 0.40
1:C:3232:LYS:HA 1:C:3236:ASN:O 2.21 0.40
1:C:3312:ASN:O 1:C:3313:PRO:C 2.63 0.40
1:D:76: THR:O 1:D:79:VAL:HG22 2.20 0.40
1:D:224:ASP:HB3 1:D:245:LYS:HB3 2.03 0.40
1:D:1123:GLU:HG3 | 1:D:1170:MET:HG3 2.02 0.40
1:D:2064:ILE:HG12 1:D:2223:LEU:HB2 2.03 0.40
1:E:224:ASP:HB3 1:E:245:LYS:HB3 2.04 0.40
1:E:1063:GLU:OE1 1:E:1222:ARG:HD3 2.22 0.40
1:E:2223:LEU:HD12 1:E:2223:LEU:HA 1.85 0.40
1:F:135:SER:OG 1:F:1013:ALA:HB1 2.21 0.40
1:F:1145:SER:HB2 1:F:1192:.1LE:HB 2.02 0.40
1:F:2218:TYR:HD2 1:F:2218: TYR:HA 1.73 0.40
1:G:112:ASP:HA 1:G:1030:GLY:H 1.86 0.40
1:G:2090:CYS:CB 1:G:2140:VAL:HG13 2.47 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:G:2125:ALA:HA 1:G:2128:ILE:HD12 2.04 0.40
1:G:3056:LEU:CD1 1:G:3190:ILE:HD11 2.51 0.40
1:H:57:PRO:CG 1:H:251:ILE:HG12 2.51 0.40
1:H:65: TYR:HD2 1:H:223:LEU:O 2.04 0.40
1:H:1056:LEU:HA 1:H:1057:PRO:HD2 1.80 0.40
1:H:1090:CYS:SG 1:H:1140:VAL:HG22 2.61 0.40
1:H:1145:SER:HB2 1:H:1192:ILE:HB 2.03 0.40
1:H:2064:1LE:HG12 1:H:2223:LEU:HB2 2.03 0.40
1:H:3056:LEU:CD1 1:H:3190:1ILE:HD11 2.52 0.40
1:A:141:1LE:HB 1:A:189:LEU:HG 2.03 0.40
1:A:1072:LYS:HB3 1:A:1225:1LE:HG21 2.04 0.40
1:B:1062:VAL:O 1:B:1190:ILE:HA 2.21 0.40
1:B:1166:LEU:C 1:B:1168:ALA:N 2.80 0.40
1:B:3232:LYS:HA 1:B:3236:ASN:O 2.20 0.40
1:B:3246:VAL:O 1:B:3246:VAL:HG12 2.21 0.40
1:C:2140:VAL:HA 1:C:2188:LEU:O 2.22 0.40
1:D:1100:ASP:HA 1:D:1101:PRO:HD2 1.98 0.40
1:D:3132:LEU:HA 1:D:3135:SER:HB2 2.01 0.40
1:D:3145:SER:O 1:D:3146:VAL:C 2.64 0.40
1:E:92:PHE:CE2 1:E:94:ASP:HB2 2.56 0.40
1:E:112:ASP:HA 1:E:1030:GLY:CA 2.51 0.40
1:E:1300: GLN:N 1:H:3300: GLN:HE22 2.11 0.40
1:E:2173:GLN:C 1:E:2175:MET:N 2.77 0.40
1:F:161:ASP:H 1:F:163:HIS:N 2.19 0.40
1:F:1066:GLY:HA2 1:F:1067:PRO:HD2 1.89 0.40
1:F:1090:CYS:SG 1:F:1140:VAL:HG22 2.61 0.40
1:F:2084:GLN:HG3 1:F:2090:CYS:SG 2.61 0.40
1:F:2254:PRO:O 1:F:2255:PHE:HB2 2.20 0.40
1:F:3147:ALA:C 1:F:3149:LEU:H 2.29 0.40
1:G:1150: THR:HA 1:G:1151:PRO:HD3 1.60 0.40
1:G:2142:VAL:HG22 1:G:2190:ILE:HB 2.03 0.40
1:G:2223:LEU:HD12 1:G:2223:LEU:HA 1.86 0.40
1:G:3232:LYS:HA 1:G:3236:ASN:O 2.21 0.40
1:H:157:GLY:C 1:H:158:GLU:HG2 2.46 0.40
1:H:3274:LEU:O 1:H:3275:VAL:C 2.63 0.40
1:A:1074: THR:N 3:A:1400:ANP:O1A 2.50 0.40
1:A:3284:1ILE:HG23 1:A:3292:SER:O 2.22 0.40
1:B:3182:LEU:C 1:B:3184:GLN:N 2.77 0.40
1:C:1254:PRO:HB2 1:C:1255:PHE:CD2 2.57 0.40
1:D:182:LEU:C 1:D:184:GLN:N 2.78 0.40
1:D:2142:VAL:HG22 1:D:2190:ILE:HB 2.03 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:E:145:SER:O 1:E:146:VAL:C 2.63 0.40
1:F:76: THR:O 1:F:79:VAL:HG22 2.20 0.40
1:F:1090:CYS:O 1:F:1114:LEU:HD22 2.21 0.40
1:H:111:ILE:HD13 1:H:111:ILE:HA 1.87 0.40
1:H:1114:LEU:HD12 | 1:H:2029:LEU:CD1 2.52 0.40
1:H:2057:PRO:O 1:H:2188:LEU:HD13 2.22 0.40
1:H:2264: TYR:CD2 1:H:2264:TYR:N 2.89 0.40
1:A:1161:ASP:C 1:A:1163:HIS:H 2.29 0.40
1:A:3077:LEU:HG 1:A:3080:1ILE:HD12 2.03 0.40
1:B:126:LEU:HA 1:B:129:CYS:SG 2.61 0.40
1:B:2125:ALA:HA 1:B:2128:ILE:HD12 2.04 0.40
1:B:3182:LEU:C 1:B:3184:GLN:H 2.29 0.40
1:C:135:SER:OG 1:C:1013:ALA:HB1 2.21 0.40
1:D:1006:LYS:HG3 1:D:1007:GLN:H 1.86 0.40
1:D:3083:ALA:C 1:D:3085:ARG:N 2.80 0.40
1:E:2103: TYR:HE1 1:E:2265:GLY:H 1.70 0.40
1:E:2125:ALA:HA 1:E:2128:.ILE:HD12 2.03 0.40
1:F:3075:LEU:O 1:F:3075:LEU:HD23 2.21 0.40
1:G:92:PHE:CE2 1:G:94:ASP:HB2 2.56 0.40
1:G:171:-MET:C 1:G:173:GLN:N 2.79 0.40
1:G:2073: THR:HA 1:G:2076: THR:HB 2.02 0.40
1:G:2275:VAL:HG21 1:G:2306: THR:HA 2.03 0.40
1:G:3220:SER:O 1:G:3221:VAL:HG23 2.22 0.40

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-

metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:1161:ASP:OD1 | 1:C:1314:GLU:OE2[4_456| 2.05 0.15

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all 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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
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Page 98 Full wwPDB X-ray Structure Validation Report 3CMV
Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 1172/1357 (86%) | 923 (79%) | 191 (16%) | 58 (5%) 16
1 B 1139/1357 (84%) | 915 (80%) | 172 (15%) | 52 (5%) 17
1 C 1155/1357 (85%) | 919 (80%) | 178 (15%) | 58 (5%) 16
1 D 1155/1357 (85%) | 923 (80%) | 179 (16%) | 53 (5%) 17
1 E 1141/1357 (84%) | 910 (80%) | 178 (16%) | 53 (5%) 17
1 F 1155/1357 (85%) | 913 (79%) | 188 (16%) | 54 (5%) 16
1 G 1145/1357 (84%) | 914 (80%) | 179 (16%) | 52 (4%) 17
1 H 1151/1357 (85%) | 914 (79%) | 180 (16%) | 57 (5%) 16

All All 9213/10856 (85%) | 7331 (80%) | 1445 (16%) | 437 (5%) 16

All (437) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 88 LYS
1 A 99 LEU
1 A 238 VAL
1 A 1099 LEU
1 A 1146 VAL
1 A 1173 GLN
1 A 1203 PHE
1 A 1282 LYS
1 A 2099 LEU
1 A 2173 GLN
1 A 3033 | ARG
1 A 3099 LEU
1 A 3213 ASN
1 A 3214 ALA
1 A 3230 | ALA
1 B 88 LYS
1 B 99 LEU
1 B 157 GLY
1 B 163 HIS
1 B 238 VAL
1 B 1099 LEU
1 B 1146 VAL
1 B 1173 GLN
1 B 1282 LYS
1 B 2099 LEU
1 B 2173 GLN
1 B 3033 | ARG
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Mol | Chain | Res | Type
1 B 3099 LEU
1 B 3213 ASN
1 B 3214 | ALA
1 B 3230 | ALA
1 C 88 LYS
1 C 99 LEU
1 C 238 VAL
1 C 1099 LEU
1 C 1146 VAL
1 C 1173 GLN
1 C 1282 LYS
1 C 2099 LEU
1 C 2173 GLN
1 C 3033 | ARG
1 C 3099 LEU
1 C 3213 ASN
1 C 3214 | ALA
1 C 3230 | ALA
1 D 88 LYS
1 D 99 LEU
1 D 159 ILE
1 D 238 VAL
1 D 1099 LEU
1 D 1146 VAL
1 D 1159 ILE
1 D 1173 GLN
1 D 1282 LYS
1 D 2099 LEU
1 D 2173 GLN
1 D 3033 | ARG
1 D 3099 LEU
1 D 3213 ASN
1 D 3214 | ALA
1 D 3230 | ALA
1 E 88 LYS
1 E 99 LEU
1 E 158 GLU
1 E 163 HIS
1 E 238 VAL
1 E 1099 LEU
1 E 1146 VAL
1 E 1173 GLN
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Mol | Chain | Res | Type
1 E 1282 LYS
1 E 2099 LEU
1 E 2173 GLN
1 E 3033 | ARG
1 E 3099 LEU
1 E 3213 ASN
1 E 3214 | ALA
1 E 3230 | ALA
1 F 88 LYS
1 F 99 LEU
1 F 158 GLU
1 F 238 VAL
1 F 1099 LEU
1 F 1146 VAL
1 F 1159 ILE
1 F 1161 ASP
1 F 1173 GLN
1 F 1282 LYS
1 F 2099 LEU
1 F 2173 GLN
1 F 3033 | ARG
1 F 3099 LEU
1 F 3213 ASN
1 F 3214 | ALA
1 F 3230 | ALA
1 G 88 LYS
1 G 99 LEU
1 G 163 HIS
1 G 238 VAL
1 G 1099 LEU
1 G 1146 VAL
1 G 1173 GLN
1 G 1282 LYS
1 G 2099 LEU
1 G 2173 GLN
1 G 3033 | ARG
1 G 3099 LEU
1 G 3213 ASN
1 G 3214 | ALA
1 G 3230 | ALA
1 H 88 LYS
1 H 99 LEU
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Mol | Chain | Res | Type
1 H 238 VAL
1 H 1099 LEU
1 H 1146 VAL
1 H 1163 HIS
1 H 1164 | MET
1 H 1173 GLN
1 H 1282 LYS
1 H 2099 LEU
1 H 2173 GLN
1 H 3033 | ARG
1 H 3099 LEU
1 H 3213 ASN
1 H 3214 | ALA
1 H 3230 | ALA
1 A 136 GLY
1 A 173 GLN
1 A 1163 HIS
1 A 1167 | ALA
1 A 1195 ILE
1 A 2230 | ALA
1 A 3282 LYS
1 A 3307 | ALA
1 B 136 GLY
1 B 173 GLN
1 B 1167 | ALA
1 B 2230 | ALA
1 B 3282 LYS
1 B 3306 | THR
1 B 3307 | ALA
1 C 136 GLY
1 C 159 ILE
1 C 161 ASP
1 C 165 GLY
1 C 173 GLN
1 C 1159 ILE
1 C 1164 | MET
1 C 1165 GLY
1 C 1167 | ALA
1 C 2230 | ALA
1 C 3282 LYS
1 C 3307 | ALA
1 D 136 GLY
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Mol | Chain | Res | Type
1 D 173 GLN
1 D 1167 | ALA
1 D 2230 | ALA
1 D 3282 LYS
1 D 3306 | THR
1 D 3307 | ALA
1 E 136 GLY
1 E 173 GLN
1 E 1167 | ALA
1 E 2230 | ALA
1 E 3282 LYS
1 E 3306 | THR
1 E 3307 | ALA
1 F 136 GLY
1 F 173 GLN
1 F 1164 | MET
1 F 1167 | ALA
1 F 2230 | ALA
1 F 3282 LYS
1 F 3307 | ALA
1 G 136 GLY
1 G 173 GLN
1 G 1167 | ALA
1 G 2230 | ALA
1 G 3282 LYS
1 G 3307 | ALA
1 H 136 GLY
1 H 173 GLN
1 H 1160 GLY
1 H 1167 | ALA
1 H 2230 | ALA
1 H 3282 LYS
1 H 3306 | THR
1 H 3307 | ALA
1 A 126 LEU
1 A 264 TYR
1 A 1067 | PRO
1 A 1160 GLY
1 A 1162 SER
1 A 2294 LYS
1 A 3011 ALA
1 A 3172 SER
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Mol | Chain | Res | Type
1 A 3186 ASN
1 A 3303 ALA
1 A 3306 | THR
1 B 126 LEU
1 B 264 TYR
1 B 1067 | PRO
1 B 2294 LYS
1 B 3011 ALA
1 B 3186 ASN
1 B 3303 ALA
1 C 126 LEU
1 C 264 TYR
1 C 1067 | PRO
1 C 2294 LYS
1 C 3011 ALA
1 C 3172 SER
1 C 3186 ASN
1 C 3303 ALA
1 C 3306 | THR
1 D 126 LEU
1 D 163 HIS
1 D 264 TYR
1 D 1067 | PRO
1 D 1306 | THR
1 D 2294 LYS
1 D 3011 ALA
1 D 3186 ASN
1 D 3303 ALA
1 E 126 LEU
1 E 264 TYR
1 E 1067 | PRO
1 E 2294 LYS
1 E 3186 ASN
1 E 3303 ALA
1 F 126 LEU
1 F 264 TYR
1 F 1067 | PRO
1 F 2294 LYS
1 F 3011 ALA
1 F 3172 SER
1 F 3186 ASN
1 F 3303 ALA
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Mol | Chain | Res | Type
1 F 3306 | THR
1 G 126 LEU
1 G 264 TYR
1 G 1067 | PRO
1 G 2294 LYS
1 G 3011 ALA
1 G 3172 SER
1 G 3186 ASN
1 G 3303 ALA
1 G 3306 | THR
1 H 126 LEU
1 H 264 TYR
1 H 1067 | PRO
1 H 1306 | THR
1 H 2294 LYS
1 H 3011 ALA
1 H 3172 SER
1 H 3186 ASN
1 H 3303 ALA
1 A 164 MET
1 A 172 SER
1 A 174 ALA
1 A 1205 ASN
1 A 1306 | THR
1 A 1320 | GLU
1 A 3014 LEU
1 A 3072 LYS
1 A 3167 | ALA
1 B 174 ALA
1 B 1306 | THR
1 B 3014 LEU
1 B 3072 LYS
1 B 3146 VAL
1 B 3167 | ALA
1 B 3172 SER
1 C 172 SER
1 C 174 ALA
1 C 1306 | THR
1 C 3014 LEU
1 C 3072 LYS
1 C 3167 | ALA
1 D 174 ALA
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Mol | Chain | Res | Type
1 D 1164 | MET
1 D 1320 | GLU
1 D 3014 LEU
1 D 3072 LYS
1 D 3167 | ALA
1 D 3172 SER
1 E 174 ALA
1 E 1306 | THR
1 E 1320 | GLU
1 E 3011 ALA
1 E 3014 LEU
1 E 3072 LYS
1 E 3167 | ALA
1 E 3172 SER
1 F 163 HIS
1 F 172 SER
1 F 174 ALA
1 F 1306 | THR
1 F 1320 | GLU
1 F 3014 LEU
1 F 3072 LYS
1 F 3167 | ALA
1 G 172 SER
1 G 174 ALA
1 G 1306 | THR
1 G 3014 LEU
1 G 3072 LYS
1 G 3167 | ALA
1 H 163 HIS
1 H 172 SER
1 H 174 ALA
1 H 1158 GLU
1 H 3014 LEU
1 H 3072 LYS
1 H 3167 | ALA
1 A 230 ALA
1 A 1252 ALA
1 A 3146 VAL
1 B 172 SER
1 B 1252 ALA
1 B 1320 | GLU
1 B 3088 LYS
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Mol | Chain | Res | Type
1 B 3173 GLN
1 C 118 GLN
1 C 163 HIS
1 C 230 ALA
1 C 1252 ALA
1 C 1320 | GLU
1 C 2187 | THR
1 C 3146 VAL
1 C 3173 GLN
1 D 118 GLN
1 D 172 SER
1 D 230 ALA
1 D 3146 VAL
1 D 3173 GLN
1 E 118 GLN
1 E 172 SER
1 E 230 ALA
1 E 1252 ALA
1 E 2187 | THR
1 E 3088 LYS
1 E 3146 VAL
1 E 3173 GLN
1 F 118 GLN
1 F 230 ALA
1 G 118 GLN
1 G 158 GLU
1 G 230 ALA
1 G 1252 ALA
1 G 1320 | GLU
1 G 2187 | THR
1 G 3146 VAL
1 G 3173 GLN
1 H 165 GLY
1 H 230 ALA
1 H 1252 ALA
1 H 1320 | GLU
1 H 3088 LYS
1 H 3146 VAL
1 H 3173 GLN
1 A 118 GLN
1 A 2252 ALA
1 A 3088 LYS
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Mol | Chain | Res | Type
1 A 3173 GLN
1 B 118 GLN
1 B 230 ALA
1 B 2187 | THR
1 C 2252 ALA
1 C 3088 LYS
1 D 1252 ALA
1 D 2187 | THR
1 D 3088 LYS
1 E 2252 ALA
1 F 1252 ALA
1 F 2174 | ALA
1 F 3146 VAL
1 F 3173 GLN
1 G 2252 ALA
1 G 3088 LYS
1 H 118 GLN
1 H 1174 | ALA
1 H 2252 ALA
1 A 1057 | PRO
1 B 1057 |  PRO
1 C 1155 ILE
1 D 1057 |  PRO
1 E 1057 | PRO
1 E 2026 ILE
1 F 1057 |  PRO
1 G 1057 | PRO
1 H 1057 |  PRO
1 H 3067 | PRO
1 A 212 GLY
1 A 2026 ILE
1 B 212 GLY
1 C 212 GLY
1 C 1057 | PRO
1 D 212 GLY
1 D 2026 ILE
1 D 3067 | PRO
1 E 212 GLY
1 E 3067 | PRO
1 F 212 GLY
1 G 212 GLY
1 G 2026 ILE

Continued on next page...



Page 108

Full wwPDB X-ray Structure Validation Report

3CMV

Continued from previous page...

Mol | Chain | Res | Type
1 H 212 GLY
1 A 313 PRO
1 A 3067 | PRO
1 B 2026 ILE
1 B 3067 | PRO
1 C 313 PRO
1 C 2026 ILE
1 F 159 ILE
1 F 2026 ILE
1 F 3067 | PRO
1 H 2026 ILE
1 A 3102 ILE
1 A 3212 GLY
1 B 313 PRO
1 B 3212 GLY
1 C 3067 | PRO
1 C 3212 GLY
1 D 313 PRO
1 D 3212 GLY
1 E 313 PRO
1 E 3102 ILE
1 E 3212 GLY
1 F 313 PRO
1 F 3212 GLY
1 G 313 PRO
1 G 3067 | PRO
1 G 3212 GLY
1 H 313 PRO
1 H 3102 ILE
1 H 3212 GLY
1 A 1200 GLY
1 B 3102 ILE

5.3.2 Protein sidechains ()

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.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 930/1065 (87%) | 791 (85%) | 139 (15%) 14
1 B 908/1065 (85%) | 775 (85%) | 133 (15%) 14
1 C 917/1065 (86%) | 777 (85%) | 140 (15%) 13
1 D 917/1065 (86%) | 783 (85%) | 134 (15%) 14
1 E 910/1065 (85%) | 778 (86%) | 132 (14%) 15
1 F 917/1065 (86%) | 784 (86%) | 133 (14%) 15
1 G 911/1065 (86%) | 777 (85%) | 134 (15%) 14
1 H 916/1065 (86%) | 780 (85%) | 136 (15%) 14
All | All | 7326/8520 (86%) | 6245 (85%) | 1081 (15%) 14

All (1081) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 37 VAL
1 A 45 LEU
1 A 65 TYR
1 A 72 LYS
1 A 73 THR
1 A 76 THR
1 A 113 ASN
1 A 114 LEU
1 A 115 LEU
1 A 116 CYS
1 A 117 SER
1 A 140 VAL
1 A 142 VAL
1 A 143 VAL
1 A 149 LEU
1 A 159 ILE
1 A 163 HIS
1 A 164 MET
1 A 173 GLN
1 A 189 LEU
1 A 192 ILE
1 A 194 GLN
1 A 221 VAL
1 A 223 LEU
1 A 238 VAL
1 A 251 ILE
1 A 277 LEU
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Mol | Chain | Res | Type
1 A 296 GLU
1 A 328 LEU
1 A 1006 LYS
1 A 1026 ILE
1 A 1033 | ARG
1 A 1035 | MET
1 A 1036 ASP
1 A 1045 LEU
1 A 1065 | TYR
1 A 1070 SER
1 A 1073 | THR
1 A 1076 | THR
1 A 1078 GLN
1 A 1079 VAL
1 A 1111 ILE
1 A 1114 LEU
1 A 1141 ILE
1 A 1149 LEU
1 A 1150 | THR
1 A 1152 LYS
1 A 1156 GLU
1 A 1159 ILE
1 A 1161 ASP
1 A 1164 | MET
1 A 1173 GLN
1 A 1176 | ARG
1 A 1192 ILE
1 A 1199 ILE
1 A 1201 VAL
1 A 1207 | GLU
1 A 1210 | THR
1 A 1221 VAL
1 A 1223 LEU
1 A 1228 ILE
1 A 1231 VAL
1 A 1245 LYS
1 A 1247 VAL
1 A 1277 LEU
1 A 1282 LYS
1 A 1284 ILE
1 A 1296 GLU
1 A 1298 ILE
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Mol | Chain | Res | Type
1 A 1312 ASN
1 A 2016 GLN
1 A 2023 LYS
1 A 2025 SER
1 A 2036 ASP
1 A 2045 LEU
1 A 2065 | TYR
1 A 2072 LYS
1 A 2073 | THR
1 A 2076 | THR
1 A 2078 GLN
1 A 2079 VAL
1 A 2085 | ARG
1 A 2089 | THR
1 A 2090 CYS
1 A 2111 ILE
1 A 2114 LEU
1 A 2130 ASP
1 A 2140 VAL
1 A 2143 VAL
1 A 2149 LEU
1 A 2150 | THR
1 A 2152 LYS
1 A 2166 LEU
1 A 2183 LYS
1 A 2223 LEU
1 A 2235 GLU
1 A 2236 ASN
1 A 2247 VAL
1 A 2251 ILE
1 A 2264 | TYR
1 A 2277 LEU
1 A 2296 GLU
1 A 2311 ASP
1 A 2312 ASN
1 A 2315 | THR
1 A 3006 LYS
1 A 3037 VAL
1 A 3045 LEU
1 A 3048 ASP
1 A 3061 ILE
1 A 3062 VAL
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Mol | Chain | Res | Type
1 A 3065 | TYR
1 A 3068 GLU
1 A 3072 LYS
1 A 3073 | THR
1 A 3077 LEU
1 A 3078 GLN
1 A 3084 | GLN
1 A 3089 | THR
1 A 3099 LEU
1 A 3107 LEU
1 A 3114 LEU
1 A 3127 | GLU
1 A 3135 SER
1 A 3143 VAL
1 A 3173 GLN
1 A 3183 LYS
1 A 3184 | GLN
1 A 3189 LEU
1 A 3221 VAL
1 A 3223 LEU
1 A 3237 VAL
1 A 3245 LYS
1 A 3246 VAL
1 A 3247 VAL
1 A 3274 LEU
1 A 3296 GLU
1 A 3311 ASP
1 A 3326 LEU
1 B 37 VAL
1 B 45 LEU
1 B 65 TYR
1 B 72 LYS
1 B 73 THR
1 B 76 THR
1 B 113 ASN
1 B 114 LEU
1 B 115 LEU
1 B 116 CYS
1 B 117 SER
1 B 140 VAL
1 B 142 VAL
1 B 143 VAL
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Mol | Chain | Res | Type
1 B 149 LEU
1 B 156 GLU
1 B 163 HIS
1 B 164 MET
1 B 173 GLN
1 B 189 LEU
1 B 192 ILE
1 B 194 GLN
1 B 221 VAL
1 B 223 LEU
1 B 238 VAL
1 B 251 ILE
1 B 277 LEU
1 B 296 GLU
1 B 328 LEU
1 B 1006 LYS
1 B 1025 SER
1 B 1026 ILE
1 B 1033 | ARG
1 B 1035 | MET
1 B 1036 ASP
1 B 1045 LEU
1 B 1065 | TYR
1 B 1070 SER
1 B 1073 | THR
1 B 1076 | THR
1 B 1078 GLN
1 B 1079 VAL
1 B 1111 ILE
1 B 1114 LEU
1 B 1129 CYS
1 B 1141 ILE
1 B 1149 LEU
1 B 1150 | THR
1 B 1152 LYS
1 B 1173 GLN
1 B 1176 | ARG
1 B 1192 ILE
1 B 1221 VAL
1 B 1223 LEU
1 B 1228 ILE
1 B 1231 VAL
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Mol | Chain | Res | Type
1 B 1245 LYS
1 B 1247 VAL
1 B 1277 LEU
1 B 1282 LYS
1 B 1284 ILE
1 B 1296 GLU
1 B 1298 ILE
1 B 1312 ASN
1 B 2016 GLN
1 B 2023 LYS
1 B 2025 SER
1 B 2036 ASP
1 B 2045 LEU
1 B 2065 | TYR
1 B 2072 LYS
1 B 2073 | THR
1 B 2076 | THR
1 B 2078 GLN
1 B 2079 VAL
1 B 2085 | ARG
1 B 2089 | THR
1 B 2090 CYS
1 B 2111 ILE
1 B 2114 LEU
1 B 2130 ASP
1 B 2140 VAL
1 B 2143 VAL
1 B 2149 LEU
1 B 2150 | THR
1 B 2152 LYS
1 B 2166 LEU
1 B 2183 LYS
1 B 2223 LEU
1 B 2235 GLU
1 B 2236 ASN
1 B 2247 VAL
1 B 2251 ILE
1 B 2264 | TYR
1 B 2277 LEU
1 B 2296 GLU
1 B 2311 ASP
1 B 2312 ASN
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Mol | Chain | Res | Type
1 B 2315 | THR
1 B 3006 LYS
1 B 3037 VAL
1 B 3045 LEU
1 B 3048 ASP
1 B 3061 ILE
1 B 3062 VAL
1 B 3065 | TYR
1 B 3068 GLU
1 B 3072 LYS
1 B 3073 | THR
1 B 3077 LEU
1 B 3078 GLN
1 B 3084 | GLN
1 B 3089 | THR
1 B 3099 LEU
1 B 3107 LEU
1 B 3114 LEU
1 B 3127 | GLU
1 B 3135 SER
1 B 3143 VAL
1 B 3173 GLN
1 B 3183 LYS
1 B 3184 | GLN
1 B 3189 LEU
1 B 3221 VAL
1 B 3223 LEU
1 B 3237 VAL
1 B 3245 LYS
1 B 3246 VAL
1 B 3247 VAL
1 B 3274 LEU
1 B 3296 GLU
1 B 3311 ASP
1 B 3326 LEU
1 C 37 VAL
1 C 45 LEU
1 C 65 TYR
1 C 72 LYS
1 C 73 THR
1 C 76 THR
1 C 113 ASN
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Mol | Chain | Res | Type
1 C 114 LEU
1 C 115 LEU
1 C 116 CYS
1 C 117 SER
1 C 140 VAL
1 C 142 VAL
1 C 143 VAL
1 C 149 LEU
1 C 159 ILE
1 C 162 SER
1 C 163 HIS
1 C 164 MET
1 C 173 GLN
1 C 189 LEU
1 C 192 ILE
1 C 194 GLN
1 C 221 VAL
1 C 223 LEU
1 C 238 VAL
1 C 251 ILE
1 C 277 LEU
1 C 296 GLU
1 C 328 LEU
1 C 1006 LYS
1 C 1025 SER
1 C 1026 ILE
1 C 1033 | ARG
1 C 1035 | MET
1 C 1036 ASP
1 C 1045 LEU
1 C 1065 | TYR
1 C 1070 SER
1 C 1073 | THR
1 C 1076 | THR
1 C 1078 GLN
1 C 1079 VAL
1 C 1111 ILE
1 C 1114 LEU
1 C 1129 CYS
1 C 1141 ILE
1 C 1149 LEU
1 C 1150 | THR
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Mol | Chain | Res | Type
1 C 1152 LYS
1 C 1158 GLU
1 C 1159 ILE
1 C 1163 HIS
1 C 1164 | MET
1 C 1173 GLN
1 C 1176 | ARG
1 C 1192 ILE
1 C 1221 VAL
1 C 1223 LEU
1 C 1228 ILE
1 C 1231 VAL
1 C 1245 LYS
1 C 1247 VAL
1 C 1277 LEU
1 C 1282 LYS
1 C 1284 ILE
1 C 1296 GLU
1 C 1298 ILE
1 C 1312 ASN
1 C 2016 GLN
1 C 2023 LYS
1 C 2025 SER
1 C 2036 ASP
1 C 2045 LEU
1 C 2065 | TYR
1 C 2072 LYS
1 C 2073 | THR
1 C 2076 | THR
1 C 2078 GLN
1 C 2079 VAL
1 C 2085 | ARG
1 C 2089 | THR
1 C 2090 CYS
1 C 2111 ILE
1 C 2114 LEU
1 C 2130 ASP
1 C 2140 VAL
1 C 2143 VAL
1 C 2149 LEU
1 C 2150 | THR
1 C 2152 LYS
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Mol | Chain | Res | Type
1 C 2156 GLU
1 C 2166 LEU
1 C 2183 LYS
1 C 2223 LEU
1 C 2235 GLU
1 C 2236 ASN
1 C 2247 VAL
1 C 2251 ILE
1 C 2264 | TYR
1 C 2277 LEU
1 C 2296 GLU
1 C 2311 ASP
1 C 2312 ASN
1 C 2315 | THR
1 C 3006 LYS
1 C 3037 VAL
1 C 3045 LEU
1 C 3048 ASP
1 C 3061 ILE
1 C 3062 VAL
1 C 3065 | TYR
1 C 3068 GLU
1 C 3072 LYS
1 C 3073 | THR
1 C 3077 LEU
1 C 3078 GLN
1 C 3084 | GLN
1 C 3089 | THR
1 C 3099 LEU
1 C 3107 LEU
1 C 3114 LEU
1 C 3127 | GLU
1 C 3135 SER
1 C 3143 VAL
1 C 3166 LEU
1 C 3173 GLN
1 C 3183 LYS
1 C 3184 | GLN
1 C 3189 LEU
1 C 3221 VAL
1 C 3223 LEU
1 C 3237 VAL

Continued on next page...



Page 119

Full wwPDB X-ray Structure Validation Report

3CMV

Continued from previous page...

Mol | Chain | Res | Type
1 C 3245 LYS
1 C 3246 VAL
1 C 3247 VAL
1 C 3274 LEU
1 C 3296 GLU
1 C 3311 ASP
1 C 3326 LEU
1 D 37 VAL
1 D 45 LEU
1 D 65 TYR
1 D 72 LYS
1 D 73 THR
1 D 76 THR
1 D 113 ASN
1 D 114 LEU
1 D 115 LEU
1 D 116 CYS
1 D 117 SER
1 D 140 VAL
1 D 142 VAL
1 D 143 VAL
1 D 149 LEU
1 D 158 GLU
1 D 159 ILE
1 D 161 ASP
1 D 164 MET
1 D 173 GLN
1 D 189 LEU
1 D 192 ILE
1 D 194 GLN
1 D 221 VAL
1 D 223 LEU
1 D 238 VAL
1 D 251 ILE
1 D 277 LEU
1 D 296 GLU
1 D 328 LEU
1 D 1006 LYS
1 D 1026 ILE
1 D 1033 | ARG
1 D 1035 | MET
1 D 1036 ASP
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Mol | Chain | Res | Type
1 D 1045 LEU
1 D 1065 | TYR
1 D 1070 SER
1 D 1073 | THR
1 D 1076 | THR
1 D 1078 GLN
1 D 1079 VAL
1 D 1111 ILE
1 D 1114 LEU
1 D 1129 CYS
1 D 1141 ILE
1 D 1149 LEU
1 D 1150 | THR
1 D 1152 LYS
1 D 1159 ILE
1 D 1164 | MET
1 D 1173 GLN
1 D 1176 | ARG
1 D 1192 ILE
1 D 1221 VAL
1 D 1223 LEU
1 D 1228 ILE
1 D 1231 VAL
1 D 1245 LYS
1 D 1247 VAL
1 D 1277 LEU
1 D 1282 LYS
1 D 1284 ILE
1 D 1296 GLU
1 D 1298 ILE
1 D 1312 ASN
1 D 2016 GLN
1 D 2023 LYS
1 D 2025 SER
1 D 2036 ASP
1 D 2045 LEU
1 D 2065 | TYR
1 D 2072 LYS
1 D 2073 | THR
1 D 2076 | THR
1 D 2078 GLN
1 D 2085 | ARG
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Mol | Chain | Res | Type
1 D 2089 | THR
1 D 2090 CYS
1 D 2111 ILE
1 D 2114 LEU
1 D 2130 ASP
1 D 2140 VAL
1 D 2143 VAL
1 D 2149 LEU
1 D 2152 LYS
1 D 2166 LEU
1 D 2183 LYS
1 D 2223 LEU
1 D 2235 GLU
1 D 2236 ASN
1 D 2247 VAL
1 D 2251 ILE
1 D 2264 | TYR
1 D 2277 LEU
1 D 2296 GLU
1 D 2311 ASP
1 D 2312 ASN
1 D 2315 | THR
1 D 3006 LYS
1 D 3037 VAL
1 D 3045 LEU
1 D 3048 ASP
1 D 3061 ILE
1 D 3062 VAL
1 D 3065 | TYR
1 D 3068 GLU
1 D 3072 LYS
1 D 3073 | THR
1 D 3077 LEU
1 D 3078 GLN
1 D 3084 | GLN
1 D 3089 | THR
1 D 3099 LEU
1 D 3107 LEU
1 D 3114 LEU
1 D 3127 | GLU
1 D 3135 SER
1 D 3143 VAL
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Mol | Chain | Res | Type
1 D 3166 LEU
1 D 3173 GLN
1 D 3183 LYS
1 D 3184 | GLN
1 D 3189 LEU
1 D 3221 VAL
1 D 3223 LEU
1 D 3237 VAL
1 D 3245 LYS
1 D 3246 VAL
1 D 3247 VAL
1 D 3274 LEU
1 D 3296 GLU
1 D 3311 ASP
1 D 3326 LEU
1 E 37 VAL
1 E 45 LEU
1 E 65 TYR
1 E 72 LYS
1 E 73 THR
1 E 76 THR
1 E 113 ASN
1 E 114 LEU
1 E 115 LEU
1 E 116 CYS
1 E 117 SER
1 E 140 VAL
1 E 142 VAL
1 E 143 VAL
1 E 149 LEU
1 E 156 GLU
1 E 158 GLU
1 E 159 ILE
1 E 162 SER
1 E 164 MET
1 E 173 GLN
1 E 189 LEU
1 E 192 ILE
1 E 194 GLN
1 E 221 VAL
1 E 223 LEU
1 E 238 VAL
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Mol | Chain | Res | Type
1 E 251 ILE
1 E 277 LEU
1 E 296 GLU
1 E 328 LEU
1 E 1006 LYS
1 E 1026 ILE
1 E 1033 | ARG
1 E 1035 | MET
1 E 1036 ASP
1 E 1045 LEU
1 E 1065 | TYR
1 E 1070 SER
1 E 1073 | THR
1 E 1076 | THR
1 E 1078 GLN
1 E 1079 VAL
1 E 1111 ILE
1 E 1114 LEU
1 E 1141 ILE
1 E 1149 LEU
1 E 1150 | THR
1 E 1152 LYS
1 E 1173 GLN
1 E 1176 | ARG
1 E 1192 ILE
1 E 1221 VAL
1 E 1223 LEU
1 E 1228 ILE
1 E 1231 VAL
1 E 1245 LYS
1 E 1247 VAL
1 E 1277 LEU
1 E 1282 LYS
1 E 1284 ILE
1 E 1296 GLU
1 E 1298 ILE
1 E 1312 ASN
1 E 2016 GLN
1 E 2023 LYS
1 E 2025 SER
1 E 2036 ASP
1 E 2045 LEU
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Mol | Chain | Res | Type
1 E 2065 | TYR
1 E 2072 LYS
1 E 2073 | THR
1 E 2076 | THR
1 E 2078 GLN
1 E 2079 VAL
1 E 2085 | ARG
1 E 2089 | THR
1 E 2090 CYS
1 E 2111 ILE
1 E 2114 LEU
1 E 2130 ASP
1 E 2140 VAL
1 E 2143 VAL
1 E 2149 LEU
1 E 2150 | THR
1 E 2152 LYS
1 E 2166 LEU
1 E 2183 LYS
1 E 2223 LEU
1 E 2235 GLU
1 E 2236 ASN
1 E 2247 VAL
1 E 2251 ILE
1 E 2264 | TYR
1 E 2277 LEU
1 E 2296 GLU
1 E 2311 ASP
1 E 2312 ASN
1 E 2315 | THR
1 E 3006 LYS
1 E 3037 VAL
1 E 3045 LEU
1 E 3048 ASP
1 E 3061 ILE
1 E 3065 | TYR
1 E 3068 GLU
1 E 3072 LYS
1 E 3073 | THR
1 E 3077 LEU
1 E 3078 GLN
1 E 3084 | GLN

Continued on next page...



Page 125

Full wwPDB X-ray Structure Validation Report

3CMV

Continued from previous page...

Mol | Chain | Res | Type
1 E 3089 | THR
1 E 3099 LEU
1 E 3107 LEU
1 E 3114 LEU
1 E 3127 | GLU
1 E 3135 SER
1 E 3143 VAL
1 E 3173 GLN
1 E 3183 LYS
1 E 3184 | GLN
1 E 3189 LEU
1 E 3221 VAL
1 E 3223 LEU
1 E 3237 VAL
1 E 3245 LYS
1 E 3246 VAL
1 E 3247 VAL
1 E 3274 LEU
1 E 3296 GLU
1 E 3311 ASP
1 E 3326 LEU
1 F 37 VAL
1 F 45 LEU
1 F 65 TYR
1 F 72 LYS
1 F 73 THR
1 F 76 THR
1 F 113 ASN
1 F 114 LEU
1 F 115 LEU
1 F 116 CYS
1 F 117 SER
1 F 140 VAL
1 F 142 VAL
1 F 143 VAL
1 F 149 LEU
1 F 158 GLU
1 F 173 GLN
1 F 189 LEU
1 F 192 ILE
1 F 194 GLN
1 F 221 VAL
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Mol | Chain | Res | Type
1 F 223 LEU
1 F 238 VAL
1 F 251 ILE
1 F 277 LEU
1 F 296 GLU
1 F 328 LEU
1 F 1006 LYS
1 F 1026 ILE
1 F 1033 | ARG
1 F 1035 | MET
1 F 1036 ASP
1 F 1045 LEU
1 F 1065 | TYR
1 F 1070 SER
1 F 1073 | THR
1 F 1076 | THR
1 F 1078 GLN
1 F 1079 VAL
1 F 1111 ILE
1 F 1114 LEU
1 F 1129 CYS
1 F 1141 ILE
1 F 1149 LEU
1 F 1150 | THR
1 F 1152 LYS
1 F 1159 ILE
1 F 1161 ASP
1 F 1163 HIS
1 F 1173 GLN
1 F 1176 | ARG
1 F 1192 ILE
1 F 1221 VAL
1 F 1223 LEU
1 F 1228 ILE
1 F 1231 VAL
1 F 1245 LYS
1 F 1247 VAL
1 F 1277 LEU
1 F 1282 LYS
1 F 1284 ILE
1 F 1296 GLU
1 F 1298 ILE
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Mol | Chain | Res | Type
1 F 1312 ASN
1 F 2016 GLN
1 F 2023 LYS
1 F 2025 SER
1 F 2036 ASP
1 F 2045 LEU
1 F 2065 | TYR
1 F 2072 LYS
1 F 2073 | THR
1 F 2076 | THR
1 F 2078 GLN
1 F 2085 | ARG
1 F 2089 | THR
1 F 2090 CYS
1 F 2111 ILE
1 F 2114 LEU
1 F 2130 ASP
1 F 2140 VAL
1 F 2143 VAL
1 F 2149 LEU
1 F 2152 LYS
1 F 2166 LEU
1 F 2183 LYS
1 F 2223 LEU
1 F 2235 GLU
1 F 2236 ASN
1 F 2247 VAL
1 F 2251 ILE
1 F 2264 | TYR
1 F 2277 LEU
1 F 2296 GLU
1 F 2311 ASP
1 F 2312 ASN
1 F 2315 | THR
1 F 3006 LYS
1 F 3037 VAL
1 F 3045 LEU
1 F 3048 ASP
1 F 3061 ILE
1 F 3062 VAL
1 F 3065 | TYR
1 F 3068 GLU
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Mol | Chain | Res | Type
1 F 3072 LYS
1 F 3073 | THR
1 F 3077 LEU
1 F 3078 GLN
1 F 3084 | GLN
1 F 3089 | THR
1 F 3099 LEU
1 F 3107 LEU
1 F 3114 LEU
1 F 3127 | GLU
1 F 3135 SER
1 F 3143 VAL
1 F 3166 LEU
1 F 3173 GLN
1 F 3183 LYS
1 F 3184 | GLN
1 F 3189 LEU
1 F 3221 VAL
1 F 3223 LEU
1 F 3237 VAL
1 F 3245 LYS
1 F 3246 VAL
1 F 3247 VAL
1 F 3274 LEU
1 F 3277 LEU
1 F 3296 GLU
1 F 3311 ASP
1 F 3326 LEU
1 G 37 VAL
1 G 45 LEU
1 G 65 TYR
1 G 72 LYS
1 G 73 THR
1 G 76 THR
1 G 113 ASN
1 G 114 LEU
1 G 115 LEU
1 G 116 CYS
1 G 117 SER
1 G 140 VAL
1 G 142 VAL
1 G 143 VAL

Continued on next page...



Page 129

Full wwPDB X-ray Structure Validation Report

3CMV

Continued from previous page...

Mol | Chain | Res | Type
1 G 149 LEU
1 G 159 ILE
1 G 162 SER
1 G 163 HIS
1 G 173 GLN
1 G 189 LEU
1 G 192 ILE
1 G 194 GLN
1 G 221 VAL
1 G 223 LEU
1 G 238 VAL
1 G 251 ILE
1 G 277 LEU
1 G 296 GLU
1 G 328 LEU
1 G 1006 LYS
1 G 1025 SER
1 G 1026 ILE
1 G 1033 | ARG
1 G 1035 | MET
1 G 1036 ASP
1 G 1045 LEU
1 G 1065 | TYR
1 G 1070 SER
1 G 1073 | THR
1 G 1076 | THR
1 G 1078 GLN
1 G 1079 VAL
1 G 1111 ILE
1 G 1114 LEU
1 G 1129 CYS
1 G 1141 ILE
1 G 1149 LEU
1 G 1150 | THR
1 G 1152 LYS
1 G 1173 GLN
1 G 1176 | ARG
1 G 1192 ILE
1 G 1221 VAL
1 G 1223 LEU
1 G 1228 ILE
1 G 1231 VAL
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Mol | Chain | Res | Type
1 G 1245 LYS
1 G 1247 VAL
1 G 1277 LEU
1 G 1282 LYS
1 G 1284 ILE
1 G 1296 GLU
1 G 1298 ILE
1 G 1312 ASN
1 G 2016 GLN
1 G 2023 LYS
1 G 2025 SER
1 G 2036 ASP
1 G 2045 LEU
1 G 2065 | TYR
1 G 2072 LYS
1 G 2073 | THR
1 G 2076 | THR
1 G 2078 GLN
1 G 2079 VAL
1 G 2085 | ARG
1 G 2089 | THR
1 G 2090 CYS
1 G 2111 ILE
1 G 2114 LEU
1 G 2130 ASP
1 G 2140 VAL
1 G 2143 VAL
1 G 2149 LEU
1 G 2150 | THR
1 G 2152 LYS
1 G 2166 LEU
1 G 2183 LYS
1 G 2223 LEU
1 G 2235 GLU
1 G 2236 ASN
1 G 2247 VAL
1 G 2251 ILE
1 G 2264 | TYR
1 G 2277 LEU
1 G 2296 GLU
1 G 2311 ASP
1 G 2312 ASN
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Mol | Chain | Res | Type
1 G 2315 | THR
1 G 3006 LYS
1 G 3037 VAL
1 G 3045 LEU
1 G 3048 ASP
1 G 3061 ILE
1 G 3065 | TYR
1 G 3068 GLU
1 G 3072 LYS
1 G 3073 | THR
1 G 3077 LEU
1 G 3078 GLN
1 G 3084 | GLN
1 G 3089 | THR
1 G 3099 LEU
1 G 3107 LEU
1 G 3114 LEU
1 G 3127 | GLU
1 G 3135 SER
1 G 3143 VAL
1 G 3166 LEU
1 G 3173 GLN
1 G 3183 LYS
1 G 3184 | GLN
1 G 3189 LEU
1 G 3218 | TYR
1 G 3221 VAL
1 G 3223 LEU
1 G 3237 VAL
1 G 3245 LYS
1 G 3246 VAL
1 G 3247 VAL
1 G 3274 LEU
1 G 3296 GLU
1 G 3311 ASP
1 G 3326 LEU
1 H 37 VAL
1 H 45 LEU
1 H 65 TYR
1 H 72 LYS
1 H 73 THR
1 H 76 THR
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Mol | Chain | Res | Type
1 H 113 ASN
1 H 114 LEU
1 H 115 LEU
1 H 116 CYS
1 H 117 SER
1 H 140 VAL
1 H 142 VAL
1 H 143 VAL
1 H 149 LEU
1 H 158 GLU
1 H 159 ILE
1 H 164 MET
1 H 173 GLN
1 H 189 LEU
1 H 192 ILE
1 H 194 GLN
1 H 221 VAL
1 H 223 LEU
1 H 238 VAL
1 H 251 ILE
1 H 277 LEU
1 H 296 GLU
1 H 328 LEU
1 H 1006 LYS
1 H 1026 ILE
1 H 1033 | ARG
1 H 1035 | MET
1 H 1036 ASP
1 H 1045 LEU
1 H 1065 | TYR
1 H 1070 SER
1 H 1073 | THR
1 H 1076 | THR
1 H 1078 GLN
1 H 1079 VAL
1 H 1111 ILE
1 H 1114 LEU
1 H 1129 CYS
1 H 1141 ILE
1 H 1149 LEU
1 H 1150 | THR
1 H 1152 LYS
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Mol | Chain | Res | Type
1 H 1162 SER
1 H 1163 HIS
1 H 1173 GLN
1 H 1176 | ARG
1 H 1192 ILE
1 H 1221 VAL
1 H 1223 LEU
1 H 1228 ILE
1 H 1231 VAL
1 H 1245 LYS
1 H 1247 VAL
1 H 1277 LEU
1 H 1282 LYS
1 H 1284 ILE
1 H 1296 GLU
1 H 1298 ILE
1 H 1312 ASN
1 H 2016 GLN
1 H 2023 LYS
1 H 2025 SER
1 H 2036 ASP
1 H 2045 LEU
1 H 2065 | TYR
1 H 2072 LYS
1 H 2073 | THR
1 H 2076 | THR
1 H 2078 GLN
1 H 2079 VAL
1 H 2085 | ARG
1 H 2089 | THR
1 H 2090 CYS
1 H 2111 ILE
1 H 2114 LEU
1 H 2130 ASP
1 H 2140 VAL
1 H 2143 VAL
1 H 2149 LEU
1 H 2150 | THR
1 H 2152 LYS
1 H 2156 GLU
1 H 2166 LEU
1 H 2183 LYS
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Mol | Chain | Res | Type
1 H 2223 LEU
1 H 2235 GLU
1 H 2236 ASN
1 H 2247 VAL
1 H 2251 ILE
1 H 2264 | TYR
1 H 2277 LEU
1 H 2296 GLU
1 H 2311 ASP
1 H 2312 ASN
1 H 2315 | THR
1 H 3006 LYS
1 H 3037 VAL
1 H 3045 LEU
1 H 3048 ASP
1 H 3061 ILE
1 H 3062 VAL
1 H 3065 | TYR
1 H 3068 GLU
1 H 3072 LYS
1 H 3073 | THR
1 H 3077 LEU
1 H 3078 GLN
1 H 3084 | GLN
1 H 3089 | THR
1 H 3099 LEU
1 H 3107 LEU
1 H 3114 LEU
1 H 3127 | GLU
1 H 3135 SER
1 H 3143 VAL
1 H 3166 LEU
1 H 3173 GLN
1 H 3183 LYS
1 H 3184 | GLN
1 H 3189 LEU
1 H 3221 VAL
1 H 3223 LEU
1 H 3237 VAL
1 H 3245 LYS
1 H 3246 VAL
1 H 3247 VAL

Continued on next page...



Page 135

Full wwPDB X-ray Structure Validation Report

3CMV

Continued from previous page...

Mol | Chain | Res | Type
1 H 3274 LEU
1 H 3296 GLU
1 H 3311 ASP
1 H 3326 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (153)

such sidechains are listed below:

Mol | Chain | Res | Type
1 A 173 GLN
1 A 181 ASN
1 A 1084 GLN
1 A 1124 GLN
1 A 1193 ASN
1 A 1213 ASN
1 A 1300 GLN
1 A 2118 GLN
1 A 2181 ASN
1 A 2236 ASN
1 A 2300 GLN
1 A 3084 GLN
1 A 3097 HIS
1 A 3124 GLN
1 A 3181 ASN
1 A 3236 ASN
1 A 3257 GLN
1 A 3304 ASN
1 B 173 GLN
1 B 181 ASN
1 B 194 GLN
1 B 1084 GLN
1 B 1118 GLN
1 B 1124 GLN
1 B 1300 GLN
1 B 2118 GLN
1 B 2181 ASN
1 B 2236 ASN
1 B 2300 GLN
1 B 3084 GLN
1 B 3097 HIS
1 B 3124 GLN
1 B 3181 ASN
1 B 3236 ASN
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Mol | Chain | Res | Type
1 B 3257 | GLN
1 B 3300 | GLN
1 B 3304 ASN
1 C 173 GLN
1 C 181 ASN
1 C 194 GLN
1 C 1084 | GLN
1 C 1118 GLN
1 C 1124 | GLN
1 C 1300 | GLN
1 C 2118 GLN
1 C 2181 ASN
1 C 2236 ASN
1 C 2300 | GLN
1 C 3084 | GLN
1 C 3124 | GLN
1 C 3181 ASN
1 C 3236 ASN
1 C 3257 | GLN
1 C 3300 | GLN
1 C 3304 ASN
1 D 173 GLN
1 D 181 ASN
1 D 194 GLN
1 D 1084 | GLN
1 D 1118 GLN
1 D 1124 | GLN
1 D 1300 | GLN
1 D 2118 GLN
1 D 2181 ASN
1 D 2213 ASN
1 D 2236 ASN
1 D 3084 | GLN
1 D 3124 | GLN
1 D 3181 ASN
1 D 3236 ASN
1 D 3257 | GLN
1 D 3300 | GLN
1 D 3304 ASN
1 E 173 GLN
1 E 181 ASN
1 E 1084 | GLN

Continued on next page...
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Mol | Chain | Res | Type
1 E 1097 HIS
1 E 1118 GLN
1 E 1124 | GLN
1 E 1300 | GLN
1 E 2118 GLN
1 E 2181 ASN
1 E 2236 ASN
1 E 2300 | GLN
1 E 3084 | GLN
1 E 3097 HIS
1 E 3124 | GLN
1 E 3181 ASN
1 E 3236 ASN
1 E 3257 | GLN
1 E 3300 | GLN
1 E 3304 ASN
1 F 97 HIS
1 F 118 GLN
1 F 173 GLN
1 F 181 ASN
1 F 194 GLN
1 F 1084 | GLN
1 F 1124 | GLN
1 F 1163 HIS
1 F 1213 ASN
1 F 1300 | GLN
1 F 2118 GLN
1 F 2181 ASN
1 F 2213 ASN
1 F 2236 ASN
1 F 2300 | GLN
1 F 3084 | GLN
1 F 3097 HIS
1 F 3124 | GLN
1 F 3181 ASN
1 F 3236 ASN
1 F 3257 | GLN
1 F 3300 | GLN
1 F 3304 ASN
1 G 173 GLN
1 G 181 ASN
1 G 1084 | GLN
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Mol | Chain | Res | Type
1 G 1118 GLN
1 G 1124 | GLN
1 G 1300 | GLN
1 G 2118 GLN
1 G 2181 ASN
1 G 2236 ASN
1 G 2300 | GLN
1 G 3084 | GLN
1 G 3097 HIS
1 G 3124 | GLN
1 G 3181 ASN
1 G 3236 ASN
1 G 3257 | GLN
1 G 3300 | GLN
1 G 3304 ASN
1 H 163 HIS
1 H 173 GLN
1 H 181 ASN
1 H 194 GLN
1 H 1084 | GLN
1 H 1124 | GLN
1 H 1213 ASN
1 H 1300 | GLN
1 H 2118 GLN
1 H 2181 ASN
1 H 2236 ASN
1 H 2300 | GLN
1 H 3084 | GLN
1 H 3097 HIS
1 H 3124 | GLN
1 H 3181 ASN
1 H 3236 ASN
1 H 3257 | GLN
1 H 3300 | GLN
1 H 3304 ASN

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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 64 ligands modelled in this entry, 32 are monoatomic - leaving 32 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).

Mol | Type | Chain | Res | Link CountsBOIfz?\/IlSezn gt:ES\Z | > 2 CountsBOflillii/[SaZn glj;Z | > 2
3 | ANP | G |2400| - |333333| 222 | 10 (30%) | 45,5252 | 2.26 | 12 (26%)
3 ANP C 3400 - 33,33,33 | 2.32 8 (24%) | 45,52,52 | 2.48 13 (28%)
3 ANP D 1400 - 33,33,33 | 2.18 9 (27%) | 45,52,52 | 2.30 13 (28%)
3 | ANP | H |2400| - |333333| 217 | 12 (36%) | 45,52,52 | 2.25 | 12 (26%)
3 | ANP | H | 1400 | - |33,3333| 227 | 9 (21%) | 455252 | 225 | 13 (28%)
3 ANP B 400 - 33,33,33 | 2.21 9 (27%) | 45,52,52 | 2.10 14 (31%)
3 | ANP | A | 400 | - |333333| 226 | 12 (36%) | 45,52,52 | 2.13 | 12 (26%)
3 ANP C 400 - 33,33,33 | 2.06 10 (30%) | 45,52,52 | 2.14 12 (26%)
3 | ANP | F |3400| - |333333| 214 | 9(27%) | 455252 | 248 | 12 (26%)
3 | ANP | A |3400| - |333333] 216 | 7(21%) | 4552,52| 2.55 | 13 (28%)
3 | ANP | C | 2400| - 333333 212 | 11 (33%) | 45,5252 | 2.26 | 12 (26%)
3 | ANP| D |2400| - |333333| 219 | 9 (27%) | 455252 | 226 | 12 (26%)
3 | ANP | G |3400| - |333333| 227 | 8(24%) | 455252 | 251 | 14 (31%)
3 ANP C 1400 - 33,33,33 | 2.27 10 (30%) | 45,52,52 | 2.31 13 (28%)
3 | ANP | H | 400 | - |333333| 214 | 10 (30%) | 45,52,52 | 2.11 | 12 (26%)
3 ANP H 3400 - 33,33,33 | 2.25 9 (27%) | 45,52,52 | 2.68 14 (31%)
3 | ANP | G | 1400| - |333333| 217 | 11 (33%) | 45,5252 | 2.26 | 13 (28%)
3 ANP B 3400 - 33,33,33 | 2.15 9 (27%) | 45,52,52 | 2.59 16 (35%)

WO RLDWIDE
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Mol | Type | Chain | Res | Link | o | RASZ | 12]>2 | Cous | RMSZ | 12> 2
3 ANP E 400 - 33,33,33 | 2.18 12 (36%) | 45,52,52 | 2.16 13 (28%)
3 ANP F 2400 - 33,33,33 | 2.09 12 (36%) | 45,52,52 | 2.26 12 (26%)
3 ANP F 1400 - 33,33,33 | 2.27 11 (33%) | 45,52,52 | 2.31 12 (26%)
3 ANP D 3400 - 33,33,33 | 2.18 8 (24%) | 45,52,52 | 2.56 13 (28%)
3 ANP E 2400 - 33,33,33 | 2.23 10 (30%) | 45,52,52 | 2.25 12 (26%)
3 ANP E 1400 - 33,33,33 | 2.26 11 (33%) | 45,52,52 | 2.32 12 (26%)
3 ANP B 2400 - 33,33,33 | 2.17 12 (36%) | 45,52,52 | 2.28 12 (26%)
3 ANP E 3400 2 33,33,33 | 2.00 9 (27%) | 45,52,52 | 2.59 16 (35%)
3 ANP G 400 - 33,33,33 | 2.16 9 (27%) | 45,52,52 | 2.13 12 (26%)
3 ANP D 400 - 33,33,33 | 2.26 12 (36%) | 45,52,52 | 2.07 12 (26%)
3 ANP A 2400 - 33,33,33 | 2.20 9 (27%) | 45,52,52 | 2.28 12 (26%)
3 ANP A 1400 - 33,33,33 | 2.12 10 (30%) | 45,52,52 | 2.30 12 (26%)
3 ANP F 400 - 33,33,33 | 2.15 10 (30%) | 45,52,52 | 2.08 12 (26%)
3 ANP B 1400 - 33,33,33 | 2.17 9 (27%) | 45,52,52 | 2.31 12 (26%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-” means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
3 ANP G 2400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP C 3400 - 1/1/7/8 | 8/18/38/38 | 0/3/3/3
3 ANP D 1400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP H 2400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP H 1400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP B 400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP A 400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP C 400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP F 3400 - 1/1/7/8 | 8/18/38/38 | 0/3/3/3
3 ANP A 3400 - 1/1/7/8 | 7/18/38/38 | 0/3/3/3
3 ANP C 2400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP D 2400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP G 3400 - 1/1/7/8 | 8/18/38/38 | 0/3/3/3
3 ANP C 1400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 ANP H 400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
3 | ANP | H |3400| - |1/1/7/8] 7/18/38/38 | 0/3/3/3
3 | ANP | G |1400| - [1/1/7/8] 9/18/38/38 | 0/3/3/3
3 ANP B 3400 - 1/1/7/8 | 8/18/38/38 | 0/3/3/3
3 [ANP | E | 400 | - [1/1/7/8] 9/18/38/38 | 0/3/3/3
3 | ANP | F |2400| - [1/1/7/8] 9/18/38/38 | 0/3/3/3
3 ANP F 1400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 [ANP | D [3400| - [1/1/7/8]| 8/18/38/38 | 0/3/3/3
3 |ANP | E |2400| - [1/1/7/8| 9/18/38/38 | 0/3/3/3
3 ANP E 1400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 [ANP | B |2400| - [1/1/7/8] 9/18/38/38 | 0/3/3/3
3 |ANP | E [3400| 2 |1/1/7/8]| 8/18/38/38 | 0/3/3/3
3 [ANP | G [ 400 | - [1/1/7/8] 9/18/38/38 | 0/3/3/3
3 | ANP | D | 400 | - [1/1/7/8] 9/18/38/38 | 0/3/3/3
3 ANP A 2400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3
3 [ANP | A 100 - [1/1/7/8] 9/18/38/38 | 0/3/3/3
3 |ANP | F | 400 | - [1/1/7/8] 9/18/38/38 | 0/3/3/3
3 ANP B 1400 - 1/1/7/8 | 9/18/38/38 | 0/3/3/3

All (316) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 A 3400 | ANP Ch-C4 6.30 1.50 1.39
3 D 3400 | ANP Ch-C4 6.10 1.50 1.39
3 G 3400 | ANP Ch-C4 6.04 1.49 1.39
3 C 3400 | ANP Ch-C4 6.03 1.49 1.39
3 C 3400 | ANP | PG-N3B | 5.90 1.78 1.63
3 B 400 | ANP | C5-C4 | 5.85 1.49 1.39
3 F 400 | ANP Ch-C4 5.78 1.49 1.39
3 H 1400 | ANP Ch-C4 5.73 1.49 1.39
3 D 400 | ANP Ch-C4 5.73 1.49 1.39
3 F 3400 | ANP Ch-C4 5.63 1.49 1.39
3 E 2400 | ANP Ch-C4 5.62 1.49 1.39
3 F 1400 | ANP Ch-C4 5.61 1.49 1.39
3 G 2400 | ANP Ch-C4 5.61 1.49 1.39
3 H 3400 | ANP Ch-C4 5.61 1.49 1.39
3 D 1400 | ANP Ch-C4 5.99 1.49 1.39
3 B 3400 | ANP Ch-C4 5.57 1.49 1.39
3 H 3400 | ANP | PG-N3B | 5.54 1.77 1.63
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 H 2400 | ANP C5-C4 5.53 1.48 1.39
3 E 1400 | ANP C5-C4 5.51 1.48 1.39
3 B 1400 | ANP C5-C4 5.50 1.48 1.39
3 G 3400 | ANP | PG-N3B | 5.49 1.77 1.63
3 C 400 | ANP C5-C4 5.49 1.48 1.39
3 A 400 | ANP C5-C4 5.48 1.48 1.39
3 G 400 | ANP C5-C4 5.47 1.48 1.39
3 D 2400 | ANP C5-C4 0.47 1.48 1.39
3 C 2400 | ANP C5-C4 0.46 1.48 1.39
3 C 3400 | ANP | PB-N3B | 5.45 1.77 1.63
3 F 2400 | ANP C5-C4 5.45 1.48 1.39
3 A 2400 | ANP C5-C4 5.43 1.48 1.39
3 C 1400 | ANP C5-C4 5.40 1.48 1.39
3 G 1400 | ANP C5-C4 | 5.38 1.48 1.39
3 G 3400 | ANP | PB-N3B | 5.33 1.77 1.63
3 B 2400 | ANP C5-C4 5.30 1.48 1.39
3 A 1400 | ANP Ch5-C4 5.30 1.48 1.39
3 H 1400 | ANP | PG-N3B | 5.30 1.77 1.63
3 H 400 | ANP C5-C4 5.29 1.48 1.39
3 H 3400 | ANP | PB-N3B | 5.27 1.77 1.63
3 G 2400 | ANP | PG-N3B | 5.27 1.77 1.63
3 B 1400 | ANP | PG-N3B | 5.25 1.77 1.63
3 C 1400 | ANP | PG-N3B | 5.23 1.77 1.63
3 D 3400 | ANP | PG-N3B | 5.20 1.76 1.63
3 D 2400 | ANP | PG-N3B | 5.20 1.76 1.63
3 A 2400 | ANP | PG-N3B | 5.17 1.76 1.63
3 E 400 | ANP C5-C4 5.17 1.48 1.39
3 E 2400 | ANP | PG-N3B | 5.16 1.76 1.63
3 B 2400 | ANP | PG-N3B | 5.14 1.76 1.63
3 E 3400 | ANP C5-C4 5.09 1.48 1.39
3 H 2400 | ANP | PG-N3B | 5.06 1.76 1.63
3 G 400 | ANP | PG-N3B | 5.06 1.76 1.63
3 F 1400 | ANP | PG-N3B | 5.05 1.76 1.63
3 D 400 | ANP | PB-N3B | 5.05 1.76 1.63
3 E 400 | ANP | PG-N3B | 5.04 1.76 1.63
3 B 3400 | ANP | PG-N3B | 5.03 1.76 1.63
3 B 400 | ANP | PG-N3B | 5.00 1.76 1.63
3 A 400 | ANP | PB-N3B | 4.99 1.76 1.63
3 C 2400 | ANP | PG-N3B | 4.99 1.76 1.63
3 D 400 | ANP | PG-N3B | 4.96 1.76 1.63
3 D 1400 | ANP | PG-N3B | 4.95 1.76 1.63
3 C 1400 | ANP | PB-N3B | 4.93 1.76 1.63
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 H 400 | ANP | PG-N3B | 4.91 1.76 1.63
3 H 1400 | ANP | PB-N3B | 4.90 1.76 1.63
3 E 1400 | ANP | PG-N3B | 4.90 1.76 1.63
3 E 2400 | ANP | PB-N3B | 4.86 1.76 1.63
3 A 400 | ANP | PG-N3B | 4.86 1.76 1.63
3 A 2400 | ANP | PB-N3B | 4.83 1.76 1.63
3 F 1400 | ANP | PB-N3B | 4.83 1.76 1.63
3 F 2400 | ANP | PG-N3B | 4.81 1.75 1.63
3 E 1400 | ANP | PB-N3B | 4.80 1.75 1.63
3 G 1400 | ANP | PG-N3B | 4.80 1.75 1.63
3 F 3400 | ANP | PB-N3B | 4.78 1.75 1.63
3 G 2400 | ANP | PB-N3B | 4.77 1.75 1.63
3 E 400 | ANP | PB-N3B | 4.77 1.75 1.63
3 G 400 | ANP | PB-N3B | 4.74 1.75 1.63
3 B 2400 | ANP | PB-N3B | 4.73 1.75 1.63
3 F 400 | ANP | PG-N3B | 4.73 1.75 1.63
3 B 3400 | ANP | PB-N3B | 4.71 1.75 1.63
3 H 2400 | ANP | PB-N3B | 4.70 1.75 1.63
3 D 2400 | ANP | PB-N3B | 4.69 1.75 1.63
3 A 1400 | ANP | PG-N3B | 4.66 1.75 1.63
3 E 3400 | ANP | PG-N3B | 4.63 1.75 1.63
3 F 3400 | ANP | PG-N3B | 4.61 1.75 1.63
3 C 400 | ANP | PG-N3B | 4.61 1.75 1.63
3 D 1400 | ANP | PB-N3B | 4.59 1.75 1.63
3 B 1400 | ANP | PB-N3B | 4.58 1.75 1.63
3 C 2400 | ANP | PB-N3B | 4.55 1.75 1.63
3 G 1400 | ANP | PB-N3B | 4.52 1.75 1.63
3 H 400 | ANP | PB-N3B | 4.49 1.75 1.63
3 F 2400 | ANP | PB-N3B | 4.42 1.74 1.63
3 F 400 | ANP | PB-N3B | 4.40 1.74 1.63
3 D 3400 | ANP C5-C6 4.29 1.52 1.41
3 B 400 | ANP | PB-N3B | 4.29 1.74 1.63
3 C 3400 | ANP C5-C6 | 4.28 1.52 1.41
3 A 3400 | ANP | PG-N3B | 4.28 1.74 1.63
3 A 1400 | ANP | PB-N3B | 4.27 1.74 1.63
3 A 3400 | ANP | PB-N3B | 4.27 1.74 1.63
3 D 3400 | ANP | PB-N3B | 4.17 1.74 1.63
3 B 3400 | ANP | PB-N3B | 4.15 1.74 1.63
3 H 3400 | ANP C5-C6 4.13 1.52 1.41
3 A 3400 | ANP | PG-O1G | 4.11 1.52 1.46
3 G 3400 | ANP | PG-O1G | 4.09 1.52 1.46
3 A 3400 | ANP C5-C6 4.05 1.52 1.41
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 C 400 | ANP | PB-N3B | 3.96 1.73 1.63
3 C 1400 | ANP | PG-O1G | 3.94 1.52 1.46
3 C 3400 | ANP | PG-O1G | 3.89 1.52 1.46
3 G 1400 | ANP | PG-O1G | 3.89 1.52 1.46
3 C 1400 | ANP | PB-O1B | 3.86 1.52 1.46
3 G 2400 | ANP | PB-O1B | 3.86 1.52 1.46
3 A 400 | ANP | PG-O1G | 3.85 1.52 1.46
3 F 1400 | ANP | PG-O1G | 3.82 1.52 1.46
3 B 3400 | ANP C5-C6 3.82 1.51 1.41
3 B 1400 | ANP | PG-O1G | 3.79 1.51 1.46
3 E 3400 | ANP C5-C6 3.78 1.51 1.41
3 D 3400 | ANP | PG-O1G | 3.76 1.51 1.46
3 F 3400 | ANP C5-C6 | 3.76 1.51 1.41
3 A 2400 | ANP | PG-O1G | 3.73 1.51 1.46
3 H 1400 | ANP | PB-O1B | 3.72 1.51 1.46
3 H 1400 | ANP | PG-O1G | 3.70 1.51 1.46
3 G 3400 | ANP C5-C6 3.68 1.51 1.41
3 E 400 | ANP | PG-O1G | 3.64 1.51 1.46
3 F 1400 | ANP C5-C6 3.64 1.51 1.41
3 F 3400 | ANP | PG-O1G | 3.63 1.51 1.46
3 B 1400 | ANP | PG-O1G | 3.61 1.51 1.46
3 H 3400 | ANP | PG-O1G | 3.61 1.51 1.46
3 A 1400 | ANP C5-C6 3.60 1.51 1.41
3 E 2400 | ANP | PG-O1G | 3.58 1.51 1.46
3 B 3400 | ANP | PG-O1G | 3.58 1.51 1.46
3 B 2400 | ANP | PG-O1G | 3.56 1.51 1.46
3 B 1400 | ANP | PB-O1B | 3.56 1.51 1.46
3 B 400 | ANP | PB-O1B | 3.55 1.51 1.46
3 E 1400 | ANP C5-C6 3.55 1.50 1.41
3 D 1400 | ANP | PB-O1B | 3.55 1.51 1.46
3 E 2400 | ANP | PB-O1B | 3.54 1.51 1.46
3 F 1400 | ANP | PB-O1B | 3.53 1.51 1.46
3 G 1400 | ANP | PB-O1B | 3.53 1.51 1.46
3 B 400 | ANP | PG-O1G | 3.52 1.51 1.46
3 H 1400 | ANP C5-C6 3.51 1.50 1.41
3 A 2400 | ANP | PB-O1B | 3.50 1.51 1.46
3 H 400 | ANP | PG-O1G | 3.50 1.51 1.46
3 B 3400 | ANP | PG-O1G | 3.49 1.51 1.46
3 C 1400 | ANP C5-C6 3.49 1.50 1.41
3 C 2400 | ANP | PG-O1G | 3.49 1.51 1.46
3 D 400 | ANP | PB-O1B | 3.48 1.51 1.46
3 D 1400 | ANP C5-C6 3.47 1.50 1.41
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 A 1400 | ANP | PB-O1B | 3.46 1.51 1.46
3 D 2400 | ANP | PG-O1G | 3.46 1.51 1.46
3 B 2400 | ANP | PB-O1B | 3.46 1.51 1.46
3 G 400 | ANP | PG-O1G | 3.44 1.51 1.46
3 B 1400 | ANP C5-C6 3.44 1.50 1.41
3 H 2400 | ANP | PG-O1G | 3.44 1.51 1.46
3 H 2400 | ANP | PB-O1B | 3.42 1.51 1.46
3 G 2400 | ANP | PG-O1G | 3.42 1.51 1.46
3 D 400 | ANP | PG-O1G | 3.38 1.51 1.46
3 G 1400 | ANP C5-C6 3.38 1.50 1.41
3 D 1400 | ANP | PG-O1G | 3.35 1.51 1.46
3 G 400 | ANP C5-C6 3.34 1.50 1.41
3 A 1400 | ANP | PG-O1G | 3.34 1.51 1.46
3 A 400 | ANP | PB-O3A | 3.32 1.63 1.59
3 G 2400 | ANP C5-C6 3.31 1.50 1.41
3 B 2400 | ANP C5-C6 3.30 1.50 1.41
3 D 2400 | ANP | PB-O1B | 3.30 1.51 1.46
3 E 1400 | ANP | PB-O1B | 3.28 1.51 1.46
3 H 400 | ANP C5-C6 3.28 1.50 1.41
3 D 2400 | ANP C5-C6 3.28 1.50 1.41
3 C 400 | ANP C5-C6 3.28 1.50 1.41
3 F 400 | ANP | PG-O1G | 3.28 1.51 1.46
3 C 2400 | ANP C5-C6 3.27 1.50 1.41
3 B 2400 | ANP C5-C6 3.26 1.50 1.41
3 D 400 | ANP C5-C6 3.26 1.50 1.41
3 F 2400 | ANP | PG-O1G | 3.26 1.51 1.46
3 G 3400 | ANP C8-N7 | 3.23 1.37 1.31
3 E 400 | ANP C5-C6 3.22 1.50 1.41
3 B 400 | ANP C5-C6 3.22 1.50 1.41
3 C 400 | ANP | PB-O1B | 3.21 1.51 1.46
3 A 2400 | ANP C5-C6 3.20 1.49 1.41
3 A 400 | ANP C5-C6 3.20 1.49 1.41
3 G 400 | ANP | PB-O1B | 3.20 1.51 1.46
3 F 1400 | ANP | PB-O3A | 3.19 1.63 1.59
3 A 3400 | ANP C8-N7 3.18 1.37 1.31
3 H 2400 | ANP C5-C6 3.15 1.49 1.41
3 F 2400 | ANP C5-C6 3.15 1.49 1.41
3 H 400 | ANP | PB-O1B | 3.14 1.50 1.46
3 F 400 | ANP ChH-C6 3.14 1.49 1.41
3 C 1400 | ANP | PB-O3A | 3.12 1.63 1.59
3 C 2400 | ANP | PB-O1B | 3.10 1.50 1.46
3 A 400 | ANP | PB-O1B | 3.10 1.50 1.46
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 F 400 | ANP | PB-O1B | 3.09 1.50 1.46
3 E 400 | ANP | PB-O1B | 3.08 1.50 1.46
3 E 1400 | ANP | PB-O3A | 2.99 1.62 1.59
3 C 400 | ANP | PG-O1G | 2.95 1.50 1.46
3 G 3400 | ANP | PB-O1B | 2.94 1.50 1.46
3 D 400 | ANP | PB-O3A | 2.93 1.62 1.59
3 F 2400 | ANP | PB-O1B | 2.90 1.50 1.46
3 A 1400 | ANP | PB-O3A | 2.85 1.62 1.59
3 G 1400 | ANP | PB-O3A | 2.82 1.62 1.59
3 B 400 | ANP C8-N7 2.82 1.37 1.31
3 H 1400 | ANP C8-N7 2.77 1.37 1.31
3 E 1400 | ANP | PA-O3A | 2.75 1.62 1.59
3 F 400 | ANP | PB-O3A | 2.74 1.62 1.59
3 D 3400 | ANP C8-N7 | 2.73 1.36 1.31
3 F 400 | ANP C8-N7 2.73 1.36 1.31
3 D 2400 | ANP | PB-O3A | 2.72 1.62 1.59
3 B 3400 | ANP C8-N7 2.69 1.36 1.31
3 G 2400 | ANP C8-N7 2.68 1.36 1.31
3 D 1400 | ANP | PB-O3A | 2.68 1.62 1.59
3 D 2400 | ANP C8-N7 | 2.68 1.36 1.31
3 F 3400 | ANP | PB-O1B | 2.68 1.50 1.46
3 A 2400 | ANP C8-N7 2.67 1.36 1.31
3 E 400 | ANP | PB-O3A | 2.66 1.62 1.59
3 D 1400 | ANP C8-N7 2.65 1.36 1.31
3 F 3400 | ANP | PB-O2B | -2.63 1.49 1.56
3 A 3400 | ANP | PB-O2B | -2.63 1.49 1.56
3 C 3400 | ANP C8-N7 | 2.63 1.36 1.31
3 H 3400 | ANP C8-N7 2.62 1.36 1.31
3 E 1400 | ANP C8-N7 2.61 1.36 1.31
3 A 400 | ANP C8-N7 2.60 1.36 1.31
3 H 2400 | ANP C8-N7 2.60 1.36 1.31
3 C 3400 | ANP | PB-O1B | 2.60 1.50 1.46
3 H 1400 | ANP | PB-O3A | 2.60 1.62 1.59
3 F 3400 | ANP C8-N7 | 2.60 1.36 1.31
3 F 1400 | ANP C8-N7 2.60 1.36 1.31
3 E 2400 | ANP | PB-O3A | 2.60 1.62 1.59
3 B 1400 | ANP C8-N7 2.59 1.36 1.31
3 B 2400 | ANP C8-N7 2.57 1.36 1.31
3 F 2400 | ANP C8-N7 2.56 1.36 1.31
3 A 400 | ANP | PA-O3A | 2.54 1.62 1.59
3 B 2400 | ANP | PB-O3A | 2.53 1.62 1.59
3 E 3400 | ANP C8-N7 2.53 1.36 1.31
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 G 1400 | ANP C8-N7 2.53 1.36 1.31
3 B 3400 | ANP C5-N7 | -2.53 1.34 1.39
3 B 400 | ANP | PB-O3A | 2.52 1.62 1.59
3 C 2400 | ANP C8-N7 2.52 1.36 1.31
3 H 400 | ANP | PB-O3A | 2.51 1.62 1.59
3 A 2400 | ANP | PB-O3A | 2.48 1.62 1.59
3 A 1400 | ANP C8-N7 | 2.48 1.36 1.31
3 A 400 | ANP | PG-02G | -2.48 1.50 1.56
3 C 400 | ANP C8-N7 247 1.36 1.31
3 B 2400 | ANP C8-N7 2.47 1.36 1.31
3 C 1400 | ANP C8-N7 2.46 1.36 1.31
3 E 3400 | ANP | PB-O1B | 2.45 1.49 1.46
3 D 400 | ANP C8-N7 | 2.43 1.36 1.31
3 C 400 | ANP | PG-02G | -2.36 1.50 1.56
3 G 400 | ANP | PG-02G | -2.36 1.50 1.56
3 B 3400 | ANP | PB-O2B | -2.35 1.50 1.56
3 B 400 | ANP | PG-02G | -2.35 1.50 1.56
3 H 400 | ANP C8-N7 2.33 1.36 1.31
3 H 3400 | ANP | PB-O1B | 2.31 1.49 1.46
3 G 400 | ANP C8-N7 | 2.29 1.36 1.31
3 G 2400 | ANP | PB-O3A | 2.28 1.61 1.59
3 D 3400 | ANP | PB-O2B | -2.27 1.50 1.56
3 E 400 | ANP C8-N7 2.26 1.36 1.31
3 C 400 | ANP C5-N7 | -2.26 1.35 1.39
3 H 2400 | ANP | PB-O3A | 2.22 1.61 1.59
3 F 1400 | ANP | PG-02G | -2.21 1.50 1.56
3 B 1400 | ANP | C1-N9 | 2.20 1.52 1.46
3 G 2400 | ANP | PG-0O3G | -2.20 1.51 1.56
3 D 400 | ANP | PA-O3A | 2.20 1.61 1.59
3 E 400 | ANP | PG-02G | -2.19 1.51 1.56
3 E 400 | ANP | PG-03G | -2.19 1.51 1.56
3 E 2400 | ANP | PG-0O3G | -2.19 1.51 1.56
3 B 1400 | ANP | PB-O2B | -2.19 1.51 1.56
3 F 2400 | ANP | PG-O2G | -2.19 1.51 1.56
3 H 400 | ANP | PG-02G | -2.18 1.51 1.56
3 F 400 | ANP CHh-N7 | -2.16 1.35 1.39
3 F 3400 | ANP | PG-0O2G | -2.16 1.51 1.56
3 A 400 | ANP | PG-03G | -2.14 1.51 1.56
3 F 2400 | ANP | C1-N9 | 2.14 1.52 1.46
3 F 2400 | ANP | PB-O3A | 2.14 1.61 1.59
3 H 2400 | ANP | PB-O2B | -2.13 1.51 1.56
3 E 400 | ANP | PA-O3A | 2.13 1.61 1.59
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 A 1400 | ANP | PG-02G | -2.12 1.51 1.56
3 E 3400 | ANP | PB-O2B | -2.12 1.51 1.56
3 D 400 | ANP | PG-03G | -2.11 1.51 1.56
3 D 3400 | ANP | PG-02G | -2.11 1.51 1.56
3 B 3400 | ANP C2-N3 2.10 1.37 1.33
3 H 2400 | ANP | CI-N9 | 2.10 1.52 1.46
3 F 400 | ANP | PG-02G | -2.10 1.51 1.56
3 C 1400 | ANP | PG-03G | -2.10 1.51 1.56
3 E 400 | ANP C5-N7 | -2.10 1.35 1.39
3 C 2400 | ANP | C1-N9 | 2.10 1.52 1.46
3 E 2400 | ANP | C1-N9 | 2.09 1.52 1.46
3 H 3400 | ANP | PB-O2B | -2.09 1.51 1.56
3 H 400 | ANP C5-N7 | -2.09 1.35 1.39
3 H 1400 | ANP | C1-N9 | 2.09 1.52 1.46
3 D 400 | ANP | PB-O2B | -2.08 1.51 1.56
3 E 1400 | ANP | PB-O2B | -2.08 1.51 1.56
3 G 1400 | ANP | C1-N9 | 2.08 1.52 1.46
3 C 3400 | ANP | PB-O2B | -2.08 1.51 1.56
3 H 2400 | ANP | PG-0O3G | -2.07 1.51 1.56
3 G 2400 | ANP | C1-N9 | 2.07 1.52 1.46
3 A 2400 | ANP | PG-0O3G | -2.07 1.51 1.56
3 F 2400 | ANP | PB-O2B | -2.07 1.51 1.56
3 H 2400 | ANP | PG-02G | -2.07 1.51 1.56
3 C 2400 | ANP | PB-O3A | 2.06 1.61 1.59
3 D 2400 | ANP | C1-N9 | 2.06 1.52 1.46
3 A 400 | ANP C5-N7 | -2.06 1.35 1.39
3 C 1400 | ANP | C1-N9 | 2.06 1.52 1.46
3 D 400 | ANP | PG-02G | -2.06 1.51 1.56
3 H 3400 | ANP C4-N3 2.05 1.38 1.34
3 B 2400 | ANP | PB-O2B | -2.05 1.51 1.56
3 D 1400 | ANP | C1-N9 | 2.05 1.52 1.46
3 B 2400 | ANP | C1-N9 | 2.05 1.52 1.46
3 A 1400 | ANP | PG-03G | -2.05 1.51 1.56
3 E 3400 | ANP | PG-02G | -2.04 1.51 1.56
3 F 1400 | ANP | PG-0O3G | -2.04 1.51 1.56
3 G 1400 | ANP | PG-O2G | -2.04 1.51 1.56
3 F 1400 | ANP | PB-O2B | -2.04 1.51 1.56
3 E 1400 | ANP | PG-02G | -2.03 1.51 1.56
3 G 400 | ANP | PG-03G | -2.03 1.51 1.56
3 G 3400 | ANP | PB-O2B | -2.03 1.51 1.56
3 C 2400 | ANP | PG-0O3G | -2.02 1.51 1.56
3 C 2400 | ANP | PG-02G | -2.02 1.51 1.56
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 B 2400 | ANP | PG-03G | -2.01 1.51 1.56
3 G 1400 | ANP | PG-O3G | -2.01 1.51 1.56
3 B 2400 | ANP | PG-02G | -2.01 1.51 1.56
3 F 2400 | ANP Ch-N7 | -2.01 1.35 1.39
3 C 400 | ANP | PG-03G | -2.00 1.51 1.56

All (406) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
3 B 3400 | ANP | O1G-PG-N3B | -7.84 100.23 111.77
3 H 3400 | ANP C5-C4-N3 -7.72 116.08 126.72
3 B 3400 | ANP C5-C4-N3 -7.61 116.24 126.72
3 E 3400 | ANP C5-C4-N3 -7.57 116.29 126.72
3 F 3400 | ANP | O1G-PG-N3B | -7.45 100.81 111.77
3 A 3400 | ANP C5-C4-N3 -7.44 116.47 126.72
3 H 3400 | ANP | O1G-PG-N3B | -7.29 101.03 111.77
3 G 3400 | ANP C5-C4-N3 -7.28 116.70 126.72
3 D 3400 | ANP C5-C4-N3 -7.27 116.71 126.72
3 A 3400 | ANP | O1G-PG-N3B | -7.10 101.32 111.77
3 G 3400 | ANP | O1G-PG-N3B | -7.08 101.34 111.77
3 F 1400 | ANP C5-C4-N3 -7.07 116.98 126.72
3 A 1400 | ANP C5-C4-N3 -7.04 117.03 126.72
3 C 3400 | ANP C5-C4-N3 -7.03 117.03 126.72
3 B 2400 | ANP C5-C4-N3 -7.03 117.04 126.72
3 D 2400 | ANP C5-C4-N3 -7.03 117.04 126.72
3 D 1400 | ANP C5-C4-N3 -7.02 117.05 126.72
3 E 1400 | ANP C5-C4-N3 -7.02 117.05 126.72
3 E 3400 | ANP | O1G-PG-N3B | -7.02 101.44 111.77
3 A 2400 | ANP C5-C4-N3 -7.00 117.07 126.72
3 G 1400 | ANP C5-C4-N3 -6.99 117.09 126.72
3 G 2400 | ANP C5-C4-N3 -6.97 117.12 126.72
3 F 3400 | ANP C5-C4-N3 -6.96 117.14 126.72
3 C 2400 | ANP C5-C4-N3 -6.93 117.18 126.72
3 B 1400 | ANP C5-C4-N3 -6.91 117.20 126.72
3 F 2400 | ANP C5-C4-N3 -6.91 117.20 126.72
3 C 1400 | ANP C5-C4-N3 -6.91 117.21 126.72
3 H 1400 | ANP C5-C4-N3 -6.88 117.24 126.72
3 B 2400 | ANP C5-C4-N3 -6.83 117.31 126.72
3 D 3400 | ANP | O1G-PG-N3B | -6.82 101.72 111.77
3 H 2400 | ANP C5-C4-N3 -6.81 117.34 126.72
3 A 400 | ANP C5-C4-N3 -6.59 117.64 126.72
3 C 3400 | ANP | O1G-PG-N3B | -6.58 102.08 111.77
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
3 B 400 | ANP C5H-C4-N3 -6.53 117.73 126.72
3 C 400 | ANP C5-C4-N3 -6.42 117.87 126.72
3 B 400 | ANP ChH-C4-N3 -6.40 117.90 126.72
3 H 400 | ANP C5-C4-N3 -6.40 117.91 126.72
3 F 400 | ANP C5-C4-N3 -6.37 117.95 126.72
3 G 400 | ANP C5-C4-N3 -6.32 118.01 126.72
3 D 400 | ANP C5H-C4-N3 -6.11 118.31 126.72
3 H 3400 | ANP C4-C5-N7 -0.71 104.06 110.58
3 A 3400 | ANP C4-ChHh-N7 -5.48 104.32 110.58
3 B 3400 | ANP C4-Cb-N7 -0.37 104.44 110.58
3 E 3400 | ANP C4-Ch-N7 -5.34 104.48 110.58
3 B 2400 | ANP N3-C4-N9 0.27 136.13 127.17
3 C 2400 | ANP N3-C4-N9 5.24 136.08 127.17
3 A 1400 | ANP N3-C4-N9 5.23 136.07 127.17
3 A 2400 | ANP N3-C4-N9 5.23 136.06 127.17
3 E 2400 | ANP N3-C4-N9 5.22 136.04 127.17
3 F 2400 | ANP N3-C4-N9 5.22 136.04 127.17
3 D 2400 | ANP N3-C4-N9 5.21 136.02 127.17
3 G 2400 | ANP N3-C4-N9 5.21 136.02 127.17
3 D 1400 | ANP N3-C4-N9 5.20 136.02 127.17
3 H 2400 | ANP N3-C4-N9 5.20 136.01 127.17
3 E 1400 | ANP N3-C4-N9 5.16 135.95 127.17
3 D 3400 | ANP C4-ChHh-N7 -5.13 104.71 110.58
3 H 1400 | ANP N3-C4-N9 5.12 135.88 127.17
3 B 1400 | ANP N3-C4-N9 5.11 135.87 127.17
3 F 1400 | ANP N3-C4-N9 5.10 135.83 127.17
3 C 1400 | ANP N3-C4-N9 5.09 135.83 127.17
3 C 3400 | ANP C4-C5-N7 -5.06 104.80 110.58
3 G 1400 | ANP N3-C4-N9 5.01 135.70 127.17
3 H 3400 | ANP N3-C4-N9 5.00 135.67 127.17
3 A 2400 | ANP | O1G-PG-N3B | -4.92 104.53 111.77
3 D 3400 | ANP N3-C4-N9 4.91 135.51 127.17
3 E 400 | ANP N3-C4-N9 4.87 135.46 127.17
3 B 2400 | ANP | O1G-PG-N3B | -4.86 104.61 11177
3 F 1400 | ANP | O1G-PG-N3B | -4.82 104.67 111.77
3 G 3400 | ANP C4-Cb-N7 -4.82 105.07 110.58
3 B 1400 | ANP | O1G-PG-N3B | -4.80 104.71 111.77
3 A 3400 | ANP N3-C4-N9 4.80 135.32 127.17
3 H 400 | ANP N3-C4-N9 4.79 135.32 127.17
3 C 400 | ANP N3-C4-N9 4.78 135.29 127.17
3 H 2400 | ANP | O1G-PG-N3B | -4.77 104.74 111.77
3 G 2400 | ANP | O1G-PG-N3B | -4.77 104.75 111.77
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
3 E 3400 | ANP N3-C4-N9 4.76 135.27 127.17
3 G 3400 | ANP | O1B-PB-N3B | -4.75 104.77 111.77
3 A 400 | ANP N3-C4-N9 4.75 135.25 127.17
3 B 400 | ANP N3-C4-N9 4.75 135.25 127.17
3 E 2400 | ANP | O1G-PG-N3B | -4.75 104.78 111.77
3 G 400 | ANP N3-C4-N9 4.75 135.24 127.17
3 F 3400 | ANP C4-CH-N7 -4.74 105.16 110.58
3 C 3400 | ANP N3-C4-N9 4.74 135.23 127.17
3 G 3400 | ANP N3-C4-N9 4.73 135.21 127.17
3 D 2400 | ANP | O1G-PG-N3B | -4.73 104.81 111.77
3 F 2400 | ANP | O1G-PG-N3B | -4.73 104.81 111.77
3 C 2400 | ANP | O1G-PG-N3B | -4.72 104.81 111.77
3 E 3400 | ANP | O1B-PB-N3B | -4.72 104.81 111.77
3 D 400 | ANP N3-C4-N9 4.69 135.14 127.17
3 D 3400 | ANP | O1B-PB-N3B | -4.68 104.88 111.77
3 E 1400 | ANP | O1G-PG-N3B | -4.66 104.91 111.77
3 F 3400 | ANP N3-C4-N9 4.64 135.07 127.17
3 C 1400 | ANP | O1G-PG-N3B | -4.61 104.97 111.77
3 F 400 | ANP N3-C4-N9 4.57 134.93 127.17
3 A 1400 | ANP C2-N3-C4 4.56 122.98 111.83
3 H 3400 | ANP | O2B-PB-O1B | 4.55 119.62 109.87
3 B 3400 | ANP N3-C4-N9 4.54 134.88 127.17
3 A 2400 | ANP C2-N3-C4 4.54 122.91 111.83
3 F 1400 | ANP C2-N3-C4 4.54 122.91 111.83
3 E 1400 | ANP C2-N3-C4 4.53 122.89 111.83
3 F 2400 | ANP C2-N3-C4 4.52 122.87 111.83
3 H 3400 | ANP C2-N3-C4 4.52 122.86 111.83
3 B 2400 | ANP C2-N3-C4 4.52 122.86 111.83
3 G 1400 | ANP C2-N3-C4 4.51 122.85 111.83
3 D 1400 | ANP C2-N3-C4 4.51 122.84 111.83
3 C 1400 | ANP C2-N3-C4 4.51 122.83 111.83
3 E 3400 | ANP | O2B-PB-O1B | 4.50 119.51 109.87
3 C 2400 | ANP C2-N3-C4 4.45 122.70 111.83
3 G 2400 | ANP C2-N3-C4 4.45 122.70 111.83
3 B 1400 | ANP C2-N3-C4 4.45 122.69 111.83
3 D 2400 | ANP C2-N3-C4 4.44 122.67 111.83
3 H 2400 | ANP C2-N3-C4 4.42 122.63 111.83
3 F 2400 | ANP | O2B-PB-O1B | 4.42 119.34 109.87
3 E 2400 | ANP C2-N3-C4 4.41 122.60 111.83
3 H 1400 | ANP C2-N3-C4 4.41 122.59 111.83
3 C 3400 | ANP | O2B-PB-O1B | 4.38 119.27 109.87
3 E 2400 | ANP | O2B-PB-O1B | 4.37 119.23 109.87
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
3 C 2400 | ANP | O2B-PB-O1B | 4.36 119.22 109.87
3 D 400 | ANP | O1G-PG-N3B | -4.35 105.37 111.77
3 D 2400 | ANP | O2B-PB-O1B | 4.34 119.17 109.87
3 B 2400 | ANP | O2B-PB-O1B | 4.33 119.15 109.87
3 B 3400 | ANP C2-N3-C4 4.33 122.40 111.83
3 G 400 | ANP | O1G-PG-N3B | -4.31 105.42 111.77
3 A 400 | ANP | O1G-PG-N3B | -4.29 105.45 111.77
3 D 1400 | ANP | O1G-PG-N3B | -4.29 105.45 111.77
3 A 2400 | ANP | O2B-PB-O1B | 4.27 119.03 109.87
3 D 3400 | ANP C2-N3-C4 4.27 122.25 111.83
3 A 3400 | ANP | O1B-PB-N3B | -4.25 105.51 111.77
3 C 400 | ANP | O2B-PB-O1B | 4.24 118.97 109.87
3 G 3400 | ANP C2-N3-C4 4.22 122.14 111.83
3 G 2400 | ANP | O2B-PB-O1B | 4.22 118.92 109.87
3 C 3400 | ANP | O1B-PB-N3B | -4.21 105.56 111.77
3 E 3400 | ANP C2-N3-C4 4.21 122.12 111.83
3 C 400 | ANP | O1G-PG-N3B | -4.19 105.59 111.77
3 A 1400 | ANP | O2B-PB-O1B | 4.18 118.84 109.87
3 H 2400 | ANP | O2B-PB-O1B | 4.17 118.81 109.87
3 E 1400 | ANP | O2B-PB-O1B | 4.16 118.79 109.87
3 F 400 | ANP | O2B-PB-O1B | 4.15 118.77 109.87
3 C 3400 | ANP C2-N3-C4 4.15 121.96 111.83
3 D 1400 | ANP | O2B-PB-O1B | 4.15 118.76 109.87
3 A 400 | ANP C2-N3-C4 4.14 121.94 111.83
3 D 3400 | ANP | O2B-PB-O1B | 4.14 118.74 109.87
3 E 400 | ANP C2-N3-C4 4.13 121.92 111.83
3 H 1400 | ANP | O1G-PG-N3B | -4.13 105.69 111.77
3 C 400 | ANP C2-N3-C4 4.13 121.91 111.83
3 H 400 | ANP C2-N3-C4 4.11 121.87 111.83
3 B 1400 | ANP | O2B-PB-O1B | 4.10 118.67 109.87
3 F 3400 | ANP C2-N3-C4 4.09 121.82 111.83
3 G 400 | ANP | O2B-PB-O1B | 4.08 118.63 109.87
3 F 1400 | ANP | O2B-PB-O1B | 4.07 118.60 109.87
3 E 1400 | ANP C4-C5-N7 -4.06 105.94 110.58
3 B 400 | ANP C2-N3-C4 4.06 121.75 111.83
3 A 3400 | ANP C2-N3-C4 4.04 121.70 111.83
3 G 1400 | ANP | O1G-PG-N3B | -4.03 105.84 111.77
3 A 1400 | ANP | O1G-PG-N3B | -4.01 105.86 111.77
3 F 3400 | ANP | O2B-PB-O1B | 4.01 118.46 109.87
3 G 1400 | ANP | O2B-PB-O1B | 4.00 118.45 109.87
3 H 1400 | ANP | O2B-PB-O1B | 4.00 118.44 109.87
3 F 3400 | ANP | O1B-PB-N3B | -4.00 105.89 111.77
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
3 G 400 | ANP C2-N3-C4 3.98 121.56 111.83
3 E 400 | ANP | O1G-PG-N3B | -3.97 105.93 111.77
3 E 400 | ANP C4-C5-N7 -3.97 106.05 110.58
3 C 1400 | ANP | O3A-PB-N3B | 3.95 117.54 106.59
3 B 3400 | ANP | O2B-PB-O1B | 3.94 118.32 109.87
3 D 1400 | ANP C4-C5-N7 -3.94 106.08 110.58
3 H 3400 | ANP | O1B-PB-N3B | -3.92 105.99 111.77
3 B 400 | ANP | O1G-PG-N3B | -3.92 106.00 111.77
3 D 400 | ANP C2-N3-C4 3.91 121.38 111.83
3 G 1400 | ANP | O3A-PB-N3B | 3.91 117.44 106.59
3 F 400 | ANP C2-N3-C4 3.91 121.38 111.83
3 F 1400 | ANP C4-Ch-N7 -3.90 106.12 110.58
3 F 400 | ANP | O1G-PG-N3B | -3.89 106.04 111.77
3 C 1400 | ANP | O2B-PB-O1B | 3.88 118.18 109.87
3 F 2400 | ANP N3-C2-N1 -3.88 122.72 128.58
3 H 400 | ANP | O1G-PG-N3B | -3.86 106.08 111.77
3 B 1400 | ANP | O3A-PB-N3B | 3.85 117.28 106.59
3 A 1400 | ANP C4-C5-N7 | -3.85 106.18 110.58
3 H 3400 | ANP C5-N7-C8 3.84 109.49 103.45
3 A 1400 | ANP | O3A-PB-N3B | 3.83 117.22 106.59
3 G 2400 | ANP | O3A-PB-N3B | 3.81 117.16 106.59
3 A 400 | ANP C4-ChH-N7 -3.80 106.24 110.58
3 E 400 | ANP | O2B-PB-O1B | 3.80 118.02 109.87
3 F 1400 | ANP | O3A-PB-N3B | 3.80 117.13 106.59
3 H 2400 | ANP N3-C2-N1 -3.79 122.84 128.58
3 A 2400 | ANP N3-C2-N1 -3.79 122.85 128.58
3 H 1400 | ANP | O3A-PB-N3B | 3.76 117.03 106.59
3 C 1400 | ANP C4-C5-N7 -3.76 106.28 110.58
3 B 1400 | ANP C4-Cb-N7 -3.75 106.30 110.58
3 B 400 | ANP | O2B-PB-O1B | 3.74 117.89 109.87
3 E 1400 | ANP N3-C2-N1 -3.74 122.92 128.58
3 H 1400 | ANP C4-Ch-N7 -3.74 106.31 110.58
3 G 400 | ANP C4-C5-N7 -3.73 106.31 110.58
3 G 3400 | ANP | O2B-PB-O1B | 3.73 117.87 109.87
3 H 400 | ANP | O2B-PB-O1B | 3.73 117.86 109.87
3 E 2400 | ANP N3-C2-N1 -3.73 122.94 128.58
3 D 400 | ANP | O2B-PB-O1B | 3.73 117.86 109.87
3 C 2400 | ANP N3-C2-N1 -3.72 122.95 128.58
3 H 400 | ANP C4-C5-N7 -3.72 106.33 110.58
3 D 1400 | ANP | O3A-PB-N3B | 3.69 116.83 106.59
3 B 2400 | ANP N3-C2-N1 -3.69 122.99 128.58
3 G 2400 | ANP N3-C2-N1 -3.68 123.01 128.58
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
3 A 400 | ANP | O2B-PB-O1B | 3.68 117.75 109.87
3 C 2400 | ANP | O3A-PB-N3B | 3.67 116.77 106.59
3 A 3400 | ANP | O2B-PB-O1B | 3.67 117.73 109.87
3 C 1400 | ANP N3-C2-N1 -3.66 123.05 128.58
3 D 1400 | ANP N3-C2-N1 -3.65 123.06 128.58
3 F 2400 | ANP | O3A-PB-N3B | 3.64 116.70 106.59
3 H 2400 | ANP | O3A-PB-N3B | 3.64 116.70 106.59
3 H 2400 | ANP | O1B-PB-N3B | -3.64 106.42 111.77
3 F 400 | ANP C4-C5-N7 -3.63 106.43 110.58
3 G 1400 | ANP C4-Cb-N7 -3.63 106.43 110.58
3 B 1400 | ANP N3-C2-N1 -3.63 123.09 128.58
3 D 2400 | ANP N3-C2-N1 -3.62 123.10 128.58
3 B 400 | ANP N3-C2-N1 -3.61 123.11 128.58
3 E 400 | ANP N3-C2-N1 -3.61 123.11 128.58
3 G 1400 | ANP N3-C2-N1 -3.60 123.12 128.58
3 C 400 | ANP C4-Ch-N7 -3.60 106.47 110.58
3 A 2400 | ANP | O3A-PB-N3B | 3.60 116.56 106.59
3 B 3400 | ANP | O1B-PB-N3B | -3.58 106.50 111.77
3 B 2400 | ANP | O3A-PB-N3B | 3.57 116.50 106.59
3 E 2400 | ANP | O3A-PB-N3B | 3.57 116.50 106.59
3 A 400 | ANP N3-C2-N1 -3.56 123.19 128.58
3 H 400 | ANP N3-C2-N1 -3.56 123.19 128.58
3 A 1400 | ANP N3-C2-N1 -3.96 123.19 128.58
3 F 1400 | ANP N3-C2-N1 -3.55 123.21 128.58
3 C 400 | ANP N3-C2-N1 -3.55 123.22 128.58
3 H 1400 | ANP N3-C2-N1 -3.93 123.24 128.58
3 A 3400 | ANP C5-N7-C8 3.51 108.97 103.45
3 B 1400 | ANP | O3A-PB-N3B | 3.51 116.33 106.59
3 C 1400 | ANP | O1B-PB-N3B | -3.51 106.60 111.77
3 D 2400 | ANP | O3A-PB-N3B | 3.50 116.29 106.59
3 B 400 | ANP C4-C5-N7 | -3.50 106.58 110.58
3 D 400 | ANP N3-C2-N1 -3.46 123.34 128.58
3 E 2400 | ANP | O1B-PB-N3B | -3.46 106.67 111.77
3 A 2400 | ANP | O1B-PB-N3B | -3.45 106.69 11177
3 D 2400 | ANP C4-ChH-N7 -3.44 106.64 110.58
3 B 1400 | ANP | O1B-PB-N3B | -3.44 106.71 111.77
3 E 1400 | ANP | O1B-PB-N3B | -3.44 106.71 111.77
3 A 3400 | ANP | O2G-PG-03G | 3.43 116.80 107.59
3 D 2400 | ANP | O1B-PB-N3B | -3.41 106.74 111.77
3 G 2400 | ANP | O1B-PB-N3B | -3.41 106.75 111.77
3 B 2400 | ANP | O1B-PB-N3B | -3.40 106.76 111.77
3 C 2400 | ANP | O1B-PB-N3B | -3.40 106.77 111.77
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
3 D 400 | ANP C4-C5-N7 -3.38 106.72 110.58
3 C 2400 | ANP C4-C5-N7 -3.38 106.72 110.58
3 G 1400 | ANP | O1B-PB-N3B | -3.38 106.80 111.77
3 B 2400 | ANP C4-C5-N7 | -3.38 106.72 110.58
3 F 1400 | ANP | O1B-PB-N3B | -3.36 106.82 111.77
3 G 2400 | ANP C4-C5-N7 -3.36 106.74 110.58
3 F 400 | ANP N3-C2-N1 -3.34 123.52 128.58
3 A 2400 | ANP C4-C5-N7 -3.33 106.77 110.58
3 G 400 | ANP N3-C2-N1 -3.32 123.55 128.58
3 E 3400 | ANP C5-N7-C8 3.32 108.67 103.45
3 A 1400 | ANP | O1B-PB-N3B | -3.31 106.90 111.77
3 D 3400 | ANP CH-NT7-C8 3.28 108.61 103.45
3 E 2400 | ANP C4-C5-N7 -3.27 106.84 110.58
3 D 1400 | ANP | O1B-PB-N3B | -3.27 106.96 111.77
3 F 2400 | ANP C4-C5-N7 -3.23 106.89 110.58
3 H 2400 | ANP C4-Ch-N7 -3.22 106.90 110.58
3 F 2400 | ANP | O1B-PB-N3B | -3.21 107.05 111.77
3 C 3400 | ANP C5-NT7-C8 3.20 108.47 103.45
3 H 3400 | ANP | O2G-PG-0O3G | 3.16 116.08 107.59
3 B 3400 | ANP C5H-N7-C8 3.14 108.39 103.45
3 C 1400 | ANP C3-C2-C1’ 3.14 107.41 101.46
3 H 3400 | ANP N3-C2-N1 -3.13 123.84 128.58
3 C 3400 | ANP | O2G-PG-0O3G | 3.09 115.89 107.59
3 H 1400 | ANP | O1B-PB-N3B | -3.07 107.25 111.77
3 C 400 | ANP | O3A-PB-N3B | 3.07 115.10 106.59
3 F 3400 | ANP C5-N7-C8 3.06 108.27 103.45
3 F 1400 | ANP C3-C2-C1’ 3.05 107.23 101.46
3 G 1400 | ANP C3-C2-C1’ 3.04 107.21 101.46
3 A 1400 | ANP C3-C2-C1’ 3.02 107.18 101.46
3 B 1400 | ANP C3-C2-C1’ 3.02 107.18 101.46
3 F 3400 | ANP | O2G-PG-03G | 3.02 115.69 107.59
3 G 3400 | ANP CH-NT7-C8 2.98 108.14 103.45
3 B 2400 | ANP C3-C2-C1’ 2.97 107.08 101.46
3 G 400 | ANP | O3A-PB-N3B | 2.95 114.78 106.59
3 A 2400 | ANP C3-C2-C1’ 2.95 107.03 101.46
3 D 3400 | ANP | O2G-PG-0O3G | 2.93 115.47 107.59
3 B 3400 | ANP | O2G-PG-03G | 2.93 115.46 107.59
3 G 3400 | ANP | O2G-PG-0O3G | 2.93 115.45 107.59
3 F 2400 | ANP C3-C2’-C1’ 2.91 106.97 101.46
3 G 3400 | ANP N3-C2-N1 -2.91 124.17 128.58
3 H 3400 | ANP C6-Ch-NT7 291 137.70 132.09
3 D 2400 | ANP C3-C2-C1’ 2.88 106.92 101.46
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
3 E 2400 | ANP C3-C2-C1’ 2.88 106.91 101.46
3 H 2400 | ANP C3-C2-C1’ 2.87 106.90 101.46
3 E 400 | ANP | O3A-PB-N3B | 2.86 114.52 106.59
3 E 1400 | ANP C5-NT7-C8 2.85 107.94 103.45
3 C 2400 | ANP | C3-C2-Cl" | 2.85 106.86 101.46
3 D 1400 | ANP C3-C2-C1’ 2.82 106.81 101.46
3 G 2400 | ANP C3-C2-C1’ 2.82 106.81 101.46
3 D 400 | ANP | O3A-PB-N3B | 2.82 114.42 106.59
3 H 400 | ANP | O3A-PB-N3B | 2.82 114.41 106.59
3 H 400 | ANP C3-C2-C1’ 2.81 106.78 101.46
3 B 3400 | ANP C5-C4-N9 2.81 108.87 105.81
3 F 400 | ANP | O3A-PB-N3B | 2.81 114.38 106.59
3 F 400 | ANP C3-C2-C1’ 2.80 106.77 101.46
3 C 400 | ANP C3-C2’-C1’ 2.80 106.76 101.46
3 E 3400 | ANP | O2G-PG-0O3G | 2.79 115.09 107.59
3 F 3400 | ANP N3-C2-N1 -2.78 124.37 128.58
3 E 400 | ANP C5-NT7-C8 2.77 107.81 103.45
3 H 1400 | ANP C3-C2-C1’ 2.77 106.70 101.46
3 D 1400 | ANP C5-N7-C8 2.76 107.79 103.45
3 G 400 | ANP C3-C2’-C1’ 2.75 106.66 101.46
3 E 400 | ANP C3-C2-C1’ 2.74 106.65 101.46
3 D 3400 | ANP N3-C2-N1 -2.74 124.43 128.58
3 C 3400 | ANP N3-C2-N1 -2.73 124.44 128.58
3 E 1400 | ANP C3-C2-C1’ 2.71 106.58 101.46
3 A 1400 | ANP C5-NT7-C8 2.70 107.69 103.45
3 A 400 | ANP C3-C2-C1’ 2.68 106.54 101.46
3 B 3400 | ANP N3-C2-N1 -2.68 124.53 128.58
3 D 3400 | ANP C6-Cb-NT7 2.68 137.25 132.09
3 B 400 | ANP | O3A-PB-N3B | 2.65 113.94 106.59
3 B 400 | ANP C3-C2-C1’ 2.64 106.47 101.46
3 B 1400 | ANP C5-NT7-C8 2.63 107.59 103.45
3 A 3400 | ANP C6-CH-N7 2.62 137.14 132.09
3 A 400 | ANP | O3A-PB-N3B | 2.60 113.82 106.59
3 D 400 | ANP C3-C2-C1’ 2.59 106.37 101.46
3 H 3400 | ANP | O2A-PA-O3A | 2.59 114.28 107.27
3 H 1400 | ANP C5-N7-C8 2.59 107.52 103.45
3 A 400 | ANP C5-N7-C8 2.58 107.51 103.45
3 C 1400 | ANP C5-NT7-C8 2.57 107.48 103.45
3 E 3400 | ANP C6-C5-NT7 2.56 137.03 132.09
3 A 1400 | ANP C6-C5-NT7 2.55 137.00 132.09
3 B 1400 | ANP C6-Ch-NT7 2.53 136.97 132.09
3 E 1400 | ANP C6-Cb-NT7 2.53 136.97 132.09
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
3 G 400 | ANP C5H-N7-C8 2.53 107.42 103.45
3 B 3400 | ANP C6-Chb-NT7 2.53 136.96 132.09
3 D 1400 | ANP C6-Chb-NT7 2.52 136.96 132.09
3 F 1400 | ANP C5-N7-C8 2.51 107.40 103.45
3 H 400 | ANP C5-NT7-C8 2.51 107.39 103.45
3 F 3400 | ANP C6-C5-NT7 2.50 136.90 132.09
3 C 3400 | ANP C6-C5-NT7 2.49 136.90 132.09
3 G 3400 | ANP C6-Ch-NT7 2.49 136.89 132.09
3 H 1400 | ANP C6-Cb-NT7 2.48 136.87 132.09
3 F 1400 | ANP C6-Chb-NT7 2.47 136.86 132.09
3 G 3400 | ANP C4’-04’-C1" | -2.47 104.02 109.47
3 C 1400 | ANP C6-C5-NT7 2.45 136.82 132.09
3 E 3400 | ANP | O2A-PA-O3A | 2.44 113.88 107.27
3 E 3400 | ANP C5-C4-N9 2.41 108.44 105.81
3 G 1400 | ANP C6-Cb-NT7 2.38 136.68 132.09
3 A 3400 | ANP N3-C2-N1 -2.37 125.00 128.58
3 G 1400 | ANP C5-NT7-C8 2.34 107.13 103.45
3 D 400 | ANP | O2G-PG-03G | 2.34 113.88 107.59
3 F 400 | ANP CH-NT7-C8 2.34 107.12 103.45
3 B 400 | ANP CH-NT7-C8 2.33 107.11 103.45
3 E 3400 | ANP N3-C2-N1 -2.33 125.06 128.58
3 C 400 | ANP C5-N7-C8 2.33 107.11 103.45
3 B 2400 | ANP C5-N7-C8 2.31 107.08 103.45
3 C 2400 | ANP C5-NT7-C8 2.31 107.08 103.45
3 D 2400 | ANP C5-NT7-C8 2.30 107.07 103.45
3 D 3400 | ANP C4-04’-C1’ | -2.30 104.39 109.47
3 F 400 | ANP | O2G-PG-03G | 2.30 113.76 107.59
3 H 3400 | ANP C4-04’-C1” | -2.30 104.40 109.47
3 D 400 | ANP CH-NT7-C8 2.29 107.04 103.45
3 E 2400 | ANP C5-N7-C8 2.28 107.03 103.45
3 A 2400 | ANP C5-NT7-C8 2.28 107.03 103.45
3 B 3400 | ANP | O2A-PA-O3A | 2.28 113.43 107.27
3 C 3400 | ANP C4-04’-C1’ | -2.28 104.44 109.47
3 G 400 | ANP | O2G-PG-03G | 2.28 113.70 107.59
3 H 2400 | ANP C5-N7-C8 2.25 106.99 103.45
3 D 3400 | ANP | O2A-PA-O3A | 2.24 113.34 107.27
3 G 2400 | ANP C5-NT7-C8 2.24 106.97 103.45
3 H 3400 | ANP C5-C4-N9 2.24 108.25 105.81
3 E 400 | ANP C6-C5-NT7 2.23 136.40 132.09
3 A 400 | ANP C6-C5-NT7 2.23 136.39 132.09
3 E 3400 | ANP C4-04’-C17 | -2.22 104.56 109.47
3 C 3400 | ANP | O2A-PA-O3A | 2.22 113.26 107.27
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
3 C 2400 | ANP C6-Ch-NT7 2.20 136.33 132.09
3 A 3400 | ANP C5H-C4-N9 2.20 108.21 105.81
3 F 3400 | ANP C4-04’-C1” | -2.20 104.61 109.47
3 A 400 | ANP | O2G-PG-03G | 2.19 113.47 107.59
3 F 2400 | ANP C5-NT7-C8 2.17 106.87 103.45
3 B 3400 | ANP C4-04’-C1’ | -2.17 104.68 109.47
3 H 400 | ANP C6-CH-NT7 2.17 136.27 132.09
3 E 2400 | ANP C6-CH-NT7 2.16 136.26 132.09
3 H 1400 | ANP | O2G-PG-03G | 2.16 113.38 107.59
3 E 3400 | ANP | O3A-PB-N3B | 2.16 112.57 106.59
3 H 400 | ANP | O2G-PG-03G | 2.15 113.37 107.59
3 G 400 | ANP C6-C5-NT7 2.15 136.23 132.09
3 D 1400 | ANP | O2G-PG-03G | 2.15 113.36 107.59
3 D 400 | ANP C2-N1-C6 2.14 122.24 118.73
3 A 2400 | ANP C6-CH-NT7 2.13 136.20 132.09
3 B 400 | ANP C2-N1-C6 2.13 122.23 118.73
3 B 3400 | ANP C3-C2-C1’ 2.13 105.49 101.46
3 B 2400 | ANP C6-ChH-N7 2.13 136.19 132.09
3 G 2400 | ANP C6-C5-N7 2.13 136.19 132.09
3 H 2400 | ANP C6-CH-NT7 2.13 136.19 132.09
3 C 400 | ANP C6-CH-NT7 2.12 136.18 132.09
3 G 3400 | ANP | O3A-PB-N3B | 2.12 112.48 106.59
3 F 2400 | ANP C6-ChH-NT7 2.11 136.16 132.09
3 C 1400 | ANP | O2G-PG-03G | 2.11 113.27 107.59
3 B 400 | ANP | O2G-PG-03G | 2.11 113.26 107.59
3 D 2400 | ANP C6-CH-NT7 2.11 136.16 132.09
3 C 400 | ANP 03’-C3’-C4’ 2.09 117.09 111.08
3 G 3400 | ANP C5-C4-N9 2.09 108.09 105.81
3 G 1400 | ANP | O2G-PG-03G | 2.09 113.20 107.59
3 A 3400 | ANP C4-04’-C1” | -2.06 104.91 109.47
3 F 400 | ANP C6-Ch-NT7 2.06 136.06 132.09
3 B 400 | ANP C6-C5-NT7 2.05 136.05 132.09
3 B 400 | ANP | O1B-PB-N3B | -2.05 108.75 111.77
3 B 3400 | ANP 04’-C4’-C5’ 2.04 115.88 109.33
3 B 400 | ANP | O2G-PG-03G | 2.04 113.08 107.59
3 E 400 | ANP 03-C3’-C4’ 2.03 116.90 111.08
3 E 3400 | ANP 04’-C4’-C5’ 2.02 115.79 109.33

All (32) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom

3 A 400 | ANP C4’
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Mol | Chain | Res | Type | Atom
3 A 1400 | ANP C4’
3 A 2400 | ANP C4’
3 A 3400 | ANP C4’
3 B 400 | ANP c4
3 B 1400 | ANP Ccq
3 B 2400 | ANP C4’
3 B 3400 | ANP C4’
3 C 400 | ANP C4’
3 C 1400 | ANP C4’
3 C 2400 | ANP C4’
3 C 3400 | ANP c4
3 D 400 | ANP Ccq
3 D 1400 | ANP C4’
3 D 2400 | ANP C4’
3 D 3400 | ANP C4’
3 E 400 | ANP C4’
3 E 1400 | ANP C4’
3 E 2400 | ANP Cc4
3 E 3400 | ANP C4’
3 F 400 | ANP C4’
3 F 1400 | ANP C4’
3 F 2400 | ANP C4’
3 F 3400 | ANP C4’
3 G 400 | ANP C4
3 G 1400 | ANP c4
3 G 2400 | ANP C4’
3 G 3400 | ANP C4’
3 H 400 | ANP C4’
3 H 1400 | ANP C4’
3 H 2400 | ANP C4’
3 H 3400 | ANP c4

All (278) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
3 A 400 | ANP | PB-N3B-PG-01G
3 A 400 | ANP | PG-N3B-PB-O1B
3 A 400 | ANP | PG-N3B-PB-O3A
3 A 400 | ANP | PA-O3A-PB-O2B
3 A 400 | ANP | C5-05-PA-O2A
3 A 400 | ANP | C5-0O5-PA-O3A
3 A 1400 | ANP | PB-N3B-PG-01G
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Mol

Chain

Res

Type

Atoms

1400

ANP

PG-N3B-PB-01B

1400

ANP

PG-N3B-PB-0O3A

1400

ANP

PA-O3A-PB-O2B

1400

ANP

C5-05-PA-O2A

1400

ANP

C5-05-PA-O3A

2400

ANP

PB-N3B-PG-0O1G

2400

ANP

PG-N3B-PB-0O1B

2400

ANP

PG-N3B-PB-0O3A

2400

ANP

PA-O3A-PB-0O2B

2400

ANP

C5-05-PA-O2A

2400

ANP

C5-05-PA-O3A

2400

ANP

C4’-C5-05’-PA

3400

ANP

PB-N3B-PG-0O1G

3400

ANP

PG-N3B-PB-01B

3400

ANP

PG-N3B-PB-0O3A

3400

ANP

C5-05-PA-O2A

3400

ANP

C5-05-PA-O3A

400

ANP

PB-N3B-PG-01G

400

ANP

PG-N3B-PB-0O1B

400

ANP

PG-N3B-PB-03A

400

ANP

PA-O3A-PB-02B

400

ANP

C5-05-PA-O2A

400

ANP

C5-05-PA-O3A

1400

ANP

PB-N3B-PG-01G

1400

ANP

PG-N3B-PB-0O1B

1400

ANP

PG-N3B-PB-03A

1400

ANP

PA-O3A-PB-02B

1400

ANP

C5-05-PA-O2A

1400

ANP

C5-05-PA-O3A

2400

ANP

PB-N3B-PG-01G

2400

ANP

PG-N3B-PB-0O1B

2400

ANP

PG-N3B-PB-0O3A

2400

ANP

PA-O3A-PB-02B

2400

ANP

C5-05-PA-O2A

2400

ANP

C5-05-PA-O3A

2400

ANP
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Mol | Chain | Res | Type Atoms
3 H 1400 | ANP | PG-N3B-PB-O3A
3 H 1400 | ANP | PA-O3A-PB-O2B
3 H 1400 | ANP | C5-05-PA-O2A
3 H 1400 | ANP | C5-05-PA-O3A
3 H 2400 | ANP | PB-N3B-PG-0O1G
3 H 2400 | ANP | PG-N3B-PB-O1B
3 H 2400 | ANP | PG-N3B-PB-O3A
3 H 2400 | ANP | PA-O3A-PB-0O2B
3 H 2400 | ANP | C5-05-PA-O2A
3 H 2400 | ANP | C5-0O5-PA-O3A
3 H 2400 | ANP | C4’-C5-0O5-PA
3 H 3400 | ANP | PB-N3B-PG-O1G
3 H 3400 | ANP | PG-N3B-PB-O1B
3 H 3400 | ANP | PG-N3B-PB-O3A
3 H 3400 | ANP | C5-0O5-PA-O3A
3 A 400 | ANP | C3-C4-C5-05’
3 A 1400 | ANP | C3-C4’-C5-05’
3 A 2400 | ANP | C3’-C4’-C5-05’
3 B 400 | ANP | C3-C4’-C5-05’
3 B 1400 | ANP | C3-C4’-C5-05’
3 B 2400 | ANP | C3-C4-C5-05’
3 C 400 | ANP | C3-C4-C5-05’
3 C 1400 | ANP | C3-C4’-C5-05’
3 C 2400 | ANP | C3’-C4’-C5-05’
3 D 400 | ANP | C3-C4-CH-05’
3 D 1400 | ANP | C3-C4’-C5-05’
3 D 2400 | ANP | C3-C4’-C5-05’
3 E 400 | ANP | C3-C4-C5-05’
3 E 1400 | ANP | C3-C4’-C5-05’
3 E 2400 | ANP | C3-C4-C5-05’
3 F 400 | ANP | C3-C4-C5-05’
3 F 1400 | ANP | C3-C4’-C5’-05’
3 F 2400 | ANP | C3-C4’-C5-05’
3 G 400 | ANP | C3-C4’-C5-05’
3 G 1400 | ANP | C3-C4’-C5-05’
3 G 2400 | ANP | C3-C4-C5-05’
3 H 400 | ANP | C3-C4-C5-05’
3 H 1400 | ANP | C3-C4’-C5-05’
3 H 2400 | ANP | C3-C4’-C5-05’
3 A 400 | ANP | C4-C5-05-PA
3 B 400 | ANP | C4-C5-05-PA
3 C 400 | ANP | C4’-C5-0O5-PA
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Mol | Chain | Res | Type Atoms

3 D 400 | ANP | C4’-C5-0O5-PA
3 E 400 | ANP | C4’-C5-05-PA
3 F 400 | ANP | C4-C5-05-PA
3 G 400 | ANP | C4-C5-05-PA
3 H 400 | ANP | C4-C5-05-PA
3 B 400 | ANP | 04’-C4-C5-05’
3 C 400 | ANP | 04’-C4-C5-05%’
3 D 400 | ANP | 04-C4-C5-0O5’
3 F 400 | ANP | 04-C4-C5-0O5’
3 A 400 | ANP | 04-C4-C5-05’
3 E 400 | ANP | 04-C4-C5-05’
3 G 400 | ANP | 04’-C4-C5-05’
3 A 2400 | ANP | 04-C4’-C5-0O5’
3 D 2400 | ANP | 04-C4’-C5-0O5’
3 F 2400 | ANP | 04’-C4’-C5-05’
3 H 400 | ANP | 04-C4-C5-05’
3 A 1400 | ANP | 04-C4-C5-05’
3 B 1400 | ANP | 0O4-C4-C5-05’
3 B 2400 | ANP | 04-C4’-C5-05’
3 C 1400 | ANP | 0O4’-C4’-C5’-05’
3 C 2400 | ANP | 04’-C4’-C5-05’
3 D 1400 | ANP | 04’-C4-C5-05’
3 E 1400 | ANP | 04’-C4-C5-05’
3 E 2400 | ANP | 04’-C4’-C5-05’
3 F 1400 | ANP | 04-C4-C5-05’
3 G 1400 | ANP | 04’-C4-C5’-05’
3 G 2400 | ANP | 04-C4’-C5-0O5’
3 H 1400 | ANP | 04’-C4-C5-05’
3 H 2400 | ANP | 04’-C4’-C5-05’
3 B 1400 | ANP | C4-C5-05-PA
3 F 1400 | ANP | C4-C5-05-PA
3 H 1400 | ANP | C4-C5-05-PA
3 A 1400 | ANP | C4’-C5-05-PA
3 C 1400 | ANP | C4-C5-05-PA
3 D 1400 | ANP | C4-C5-05’-PA
3 E 1400 | ANP | C4-C5-05-PA
3 G 1400 | ANP | C4’-C5-05-PA
3 A 3400 | ANP (C2-C1’-N9-C8

3 B 3400 | ANP C2’-C1’-N9-C8

3 C 3400 | ANP C2’-C1’-N9-C8

3 D 3400 | ANP C2’-C1’-N9-C8

3 E 3400 | ANP C2’-C1’-N9-C8
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Mol | Chain | Res | Type Atoms
3 F 3400 | ANP C2’-C1’-N9-C8
3 G 3400 | ANP C2’-C1’-N9-C8
3 H 3400 | ANP C2’-C1’-N9-C8
3 E 3400 | ANP | C5-05-PA-O2A
3 H 3400 | ANP | C5-05-PA-O2A
3 E 3400 | ANP | C4’-C5-0O5-PA
3 H 3400 | ANP | C4’-C5-0O5-PA
3 A 3400 | ANP | C4-C5-05-PA
3 C 3400 | ANP | C4-C5-05-PA
3 D 3400 | ANP | C4-C5-05-PA
3 F 3400 | ANP | C4-C5-0O5-PA
3 G 3400 | ANP | C4’-C5-0O5-PA
3 B 3400 | ANP | C4’-C5-0O5-PA
3 B 3400 | ANP | PB-O3A-PA-O1A
3 C 3400 | ANP | PB-O3A-PA-O1A
3 D 3400 | ANP | PB-O3A-PA-O1A
3 E 3400 | ANP | PB-O3A-PA-O1A
3 F 3400 | ANP | PB-O3A-PA-O1A
3 G 3400 | ANP | PB-O3A-PA-O1A

There are no ring outliers.

17 monomers are involved in 34 short contacts:
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The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand ANP B 1400
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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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 A | 1190/1357 (87%) 014 | 6(0%) |87 75 |181,217,253,285 | O
1 B | 1163/1357 (85%) -0.22 2 (0%) |91 |83] | 175, 217, 254,286 | 0
1 C | 1175/1357 (86%) 0.09 | 4(0%)f90)80] | 187, 216,253,284 | 0
1 D | 1175/1357 (86%) 0.21 2 (0%) 91| 83] | 181, 218, 256,286 | 0
1 E | 1165/1357 (85%) -0.16 5 (0%) |88 | 77| | 186, 218, 255,288 | 0
1 F | 1175/1357 (86%) -0.15 2 (0%) |91 |83] | 185, 217, 255,285 | 0
1 G | 1167/1357 (85%) -0.13 5 (0%) |88 | 77| | 185, 216, 254,291 | 0
1 H | 1173/1357 (86%) 018 | 3(0%) |90 80] | 186,218, 255,288 | 0
All | Al | 9383/10856 (86%) | -0.16 |29 (0%) f90) |80/ | 175, 217,255,291 | 0

All (29) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 A 53 | ALA 4.1
1 H 2251 | ILE 4.1
1 D 3251 | ILE 3.9
1 G 2083 | ALA 3.5
1 A 1053 | ALA 3.2
1 E 149 | LEU 2.9
1 C 2137 | ALA 2.9
1 G 3151 | PRO 2.8
1 G 1075 | LEU 2.5
1 B 3250 | LYS 2.5
1 A 3151 | PRO 2.5
1 C 2305 | ALA 2.5
1 G 3057 | PRO 2.3
1 B 3251 | ILE 2.3
1 E 167 | ALA 2.3
1 E 3113 | ASN 2.3

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
1 H 2244 | VAL 2.3
1 D 1014 | LEU 2.3
1 G 2154 | GLU 2.3
1 A 1167 | ALA 2.2
1 H 148 | ALA 2.2
1 C 3251 | ILE 2.2
1 E 1043 | GLY 2.1
1 E 1129 | CYS 2.1
1 C 2093 | ILE 2.1
1 F 320 | GLU 2.1
1 F 1284 | ILE 2.1
1 A 2120 | ASP 2.0
1 A 2155 | ILE 2.0

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

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

6.3 Carbohydrates (i)

There are no oligosaccharides 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 MG G 701 1/1 0.27 0.20 | 215,215,215,215 0
2 MG F 1701 1/1 0.62 0.33 | 175,175,175,175 0
2 MG F 701 1/1 0.63 0.26 | 189,189,189,189 0
2 MG D 701 1/1 0.65 0.32 | 261,261,261,261 0
2 MG D 1701 1/1 0.68 0.30 | 212,212,212,212 0
2 MG H 1701 1/1 0.69 0.25 | 188,188,188,188 0
2 MG E 701 1/1 0.74 0.22 | 204,204,204,204 0
3 ANP E 2400 | 31/31 0.75 0.11 | 307,317,320,320 0
2 MG H 701 1/1 0.76 0.19 | 200,200,200,200 0
2 MG C 701 1/1 0.78 0.17 | 177,177,177,177 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 ANP C 1400 | 31/31 0.78 0.11 | 288,291,293,294 0
2 MG A 701 1/1 0.78 0.14 | 143,143,143,143 0
2 MG B 701 1/1 0.80 0.16 | 184,184,184,184 0
3 ANP A 2400 | 31/31 0.80 0.13 | 308,311,315,315 0
3 ANP H 1400 | 31/31 0.80 0.12 | 296,299,304,304 0
3 ANP E 1400 | 31/31 0.81 0.11 | 287,293,296,296 0
2 MG H 3701 1/1 0.81 0.15 | 121,121,121,121 0
3 ANP F 1400 | 31/31 0.81 0.11 | 271,280,286,286 0
3 ANP D 400 | 31/31 0.81 0.10 | 263,273,274,274 0
2 MG E 3701 1/1 0.82 0.16 | 131,131,131,131 0
2 MG E 1701 1/1 0.83 0.17 | 190,190,190,190 0
3 ANP D 2400 | 31/31 0.83 0.10 | 305,310,315,315 0
2 MG E 2701 1/1 0.84 0.20 | 228,228,228,228 0
3 ANP G 1400 | 31/31 0.84 0.12 | 279,285,289,290 0
3 ANP G 2400 | 31/31 0.84 0.12 | 303,308,315,315 0
2 MG C 3701 1/1 0.84 0.11 | 140,140,140,140 0
2 MG G 1701 1/1 0.85 0.21 | 191,191,191,191 0
3 ANP A 1400 | 31/31 0.85 0.11 | 267,280,283,283 0
2 MG B 2701 1/1 0.85 0.29 | 238,238,238,238 0
3 ANP B 1400 | 31/31 0.85 0.10 | 275,286,290,290 0
2 MG B 1701 1/1 0.85 0.21 | 214,214,214,214 0
2 MG H 2701 1/1 0.85 0.28 | 271,271,271,271 0
3 ANP D 1400 | 31/31 0.85 0.09 | 287,290,294,294 0
3 ANP B 400 | 31/31 0.87 0.09 | 242,255,259,260 0
3 ANP C 2400 | 31/31 0.87 0.09 | 296,309,314,315 0
3 ANP F 2400 | 31/31 0.87 0.11 | 286,303,310,310 0
3 ANP H 2400 | 31/31 0.87 0.10 | 298,312,316,316 0
3 ANP H 400 | 31/31 0.88 0.08 | 254,263,265,265 0
3 ANP F 400 | 31/31 0.89 0.09 | 243,257,263,263 0
3 ANP G 400 | 31/31 0.90 0.09 | 253,262,264,265 0
2 MG G 2701 1/1 0.90 0.24 | 192,192,192,192 0
3 ANP A 400 | 31/31 0.90 0.09 | 246,250,255,256 0
3 ANP H 3400 | 31/31 0.90 0.08 | 180,187,196,197 0
3 ANP B 2400 | 31/31 0.91 0.10 | 306,312,314,314 0
2 MG D 2701 1/1 0.91 0.39 | 237,237,237,237 0
3 ANP E 400 | 31/31 0.92 0.07 | 256,261,264,265 0
2 MG A 1701 1/1 0.92 0.13 | 181,181,181,181 0
3 ANP D 3400 | 31/31 0.92 0.08 | 149,170,188,189 0
3 ANP G 3400 | 31/31 0.92 0.08 | 153,176,191,192 0
3 ANP C 3400 | 31/31 0.93 0.07 | 176,190,200,200 0
3 ANP C 400 | 31/31 0.93 0.07 | 226,245,250,250 0
3 ANP E 3400 | 31/31 0.93 0.07 | 163,180,187,187 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 ANP F 3400 | 31/31 0.93 0.08 | 148,171,183,183 0
2 MG D 3701 1/1 0.94 0.14 | 108,108,108,108 0
2 MG F 2701 1/1 0.94 0.25 | 232,232,232,232 0
3 ANP A 3400 | 31/31 0.94 0.06 | 152,165,180,181 0
2 MG B 3701 1/1 0.95 0.11 69,69,69,69 0
2 MG A 3701 1/1 0.95 0.04 | 116,116,116,116 0
2 MG C 1701 1/1 0.95 0.10 | 132,132,132,132 0
2 MG C 2701 1/1 0.95 0.17 | 211,211,211,211 0
2 MG A 2701 1/1 0.95 0.15 | 247,247,247,247 0
3 ANP B 3400 | 31/31 0.95 0.06 | 143,159,176,178 0
2 MG G 3701 1/1 0.96 0.06 | 100,100,100,100 0
2 MG F 3701 1/1 0.97 0.06 7T0T0T,TT 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.

Electron density around ANP E 2400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP C 1400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP A 2400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP H 1400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP E 1400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP F 1400:

Electron density around ANP D 400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP D 2400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP G 1400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP G 2400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP A 1400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP B 1400:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP D 1400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP B 400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP C 2400:
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Electron density around ANP F 2400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP H 2400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)




Page 211 Full wwPDB X-ray Structure Validation Report

3CMV

Electron density around ANP H 400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP F 400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP G 400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP A 400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP H 3400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP B 2400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP E 400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP D 3400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP G 3400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP C 3400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP C 400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP E 3400:
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Electron density around ANP F 3400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ANP A 3400:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ANP B 3400:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

6.5 Other polymers (i)

There are no such residues in this entry.
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