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This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.
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with specific help available everywhere you see the (i) symbol.

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

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

MolProbity : 4.02b-467
Mogul : 1.8.5(274361), CSD as541be (2020)

Xtriage (Phenix) : 1.13
EDS : 2351
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

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

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

The reported resolution of this entry is 3.80 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 D 0.342
Clashscore - 53
Ramachandran outliers - 3.8%
Sidechain outliers N (2.5%
RSRZ outliers NN - 3.5%
Worse Better
I Percentile relative to all X-ray structures
[I Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 130704 1212 (4.00-3.60)
Clashscore 141614 1288 (4.00-3.60)
Ramachandran outliers 138981 1243 (4.00-3.60)
Sidechain outliers 138945 1237 (4.00-3.60)
RSRZ outliers 127900 1121 (4.00-3.60)

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 559 = 52% 39% 6% .
5%

1 I 559 . 53% 38% 6% .
3%

1 a 559 - 89% 8% .
3%

1 1 559 - 89% 8% -
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Continued from previous page...

Mol | Chain | Length Quality of chain
;/0
|
2 B 527 36% 49% 1% -
-
I
2 J 527 34% 51% 12% -
z.%
2 b 527 82% 14% oo
iA,
2 j 527 82% 14% - .
I
3 C 590 45% 37% 5%  13%
-
I
3 K 590 46% 36% 5%  13%
3 C 590 79% 7% 13%
%
3 k 590 79% 8% 13%
- e
4 D 528 50% 43% 6% »
5%
4 L 528 50% 43% 5%
-
4 d 528 91% 8% -
-
4 1 528 91% 8% -
- I
5 E 562 48% 39% 6% 1%
5%
5 M 562 48% 39% 6% 1%
- e
5 e 562 84% 9% . 7%
- —
5 m 562 84% 9% - 7%
5%
s E—
6 F 546 35% 50% 12%  =-
-
6 N 546 37% 49% 11% =+
6 f 546 83% 14% - e
-
6 n 546 84% 14% -4
z.%
|
7 G 550 43% 41% 8% 7%
-
|
7 O 550 45% 40% 8% 1%
- —
7 g 550 83% 10% 7%
- —
7 o) 550 83% 10% 1%
iyo
I
8 H 568 46% 39% 7% 8%
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Continued from previous page...

Mol | Chain | Length Quality of chain
7%
8 P 568 47% 38% 7% 8%
5%
8 h 568 - 83% 9% | 8%
5%
8 p 568 83% 9% = 8%

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
10 BEF C 1102 - - X -
10 | BEF F 602 - - X -
10 | BEF N 602 - - X -

9 ADP A 601 X - - -
9 ADP B 601 X - - -
9 ADP C 1101 X - - -
9 ADP D 601 X - - -
9 ADP E 601 X - - -
9 ADP G 601 X - - -
9 ADP H 601 X - - -
9 ADP J 601 X - - -
9 ADP M 601 X - - -
9 ADP N 601 X - - -
9 ADP P 601 X - - -
9 ADP a 1601 X - - -
9 ADP b 1601 X - - -
9 ADP e 1601 X - - -
9 ADP f 1601 X - - -
9 | ADP g | 1601 X _ _ _
9 ADP h 1601 X - - -
9 ADP k 2101 X - - -
9 ADP m 1601 X - - -
9 ADP n 1601 X - - -
9 | ADP p | 1601 X _ _ _
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2 Entry composition (i)

There are 12 unique types of molecules in this entry. The entry contains 111235 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 T-complex protein 1 subunit alpha.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A bdd 3492 2146 600 732 14 0 0 0

Total C N O S
1 I bdd 3492 2146 600 732 14 0 0 0

Total C N O S
1 a 544 3492 2146 600 732 14 0 0 0

. Total C N O S
1 ! b4 3492 2146 600 732 14 0 0 0

e Molecule 2 is a protein called T-complex protein 1 subunit beta.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| B 5| gl o1 sor s o 0 0 0
2 J b13 gzgl 21C25 515317 738 S 0 0 0
2 b b13 gzg%l 21(326 51,‘;]7 738 S 0 0 0
2 ] o13 1312?71 21023 51;7 7(2)8 S 0 0 0

e Molecule 3 is a protein called T-complex protein 1 subunit gamma.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
3 C b4 3392 2104 590 685 13 0 0 0

Total C N O S
3 K b4 3393 2104 590 685 14 0 0 0

Total C N O S
3 ¢ b4 3395 2106 590 685 14 0 0 0

Total C N O S
3 k b4 3395 2106 590 685 14 0 0 0
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There are 224 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
C 1001 GLY - SEE REMARK 999 | UNP P39077
C 1002 SER - SEE REMARK 999 | UNP P39077
C 1003 GLY - SEE REMARK 999 | UNP P39077
C 1004 SER - SEE REMARK 999 | UNP P39077
C 1005 GLY - SEE REMARK 999 | UNP P39077
C 1006 TRP - SEE REMARK 999 | UNP P39077
C 1007 SER - SEE REMARK 999 | UNP P39077
C 1008 HIS - SEE REMARK 999 | UNP P39077
C 1009 PRO - SEE REMARK 999 | UNP P39077
C 1010 GLN - SEE REMARK 999 | UNP P39077
C 1011 PHE - SEE REMARK 999 | UNP P39077
C 1012 GLU - SEE REMARK 999 | UNP P39077
C 1013 LYS - SEE REMARK 999 | UNP P39077
C 1014 GLY - SEE REMARK 999 | UNP P39077
C 1015 SER - SEE REMARK 999 | UNP P39077
C 1016 GLY - SEE REMARK 999 | UNP P39077
C 1017 LYS - SEE REMARK 999 | UNP P39077
C 1018 ARG - SEE REMARK 999 | UNP P39077
C 1019 ARG - SEE REMARK 999 | UNP P39077
C 1020 TRP - SEE REMARK 999 | UNP P39077
C 1021 LYS - SEE REMARK 999 | UNP P39077
C 1022 LYS - SEE REMARK 999 | UNP P39077
C 1023 ASN - SEE REMARK 999 | UNP P39077
C 1024 PHE - SEE REMARK 999 | UNP P39077
C 1025 ILE - SEE REMARK 999 | UNP P39077
C 1026 ALA - SEE REMARK 999 | UNP P39077
C 1027 VAL - SEE REMARK 999 | UNP P39077
C 1028 SER - SEE REMARK 999 | UNP P39077
C 1029 ALA - SEE REMARK 999 | UNP P39077
C 1030 ALA - SEE REMARK 999 | UNP P39077
C 1031 ASN - SEE REMARK 999 | UNP P39077
C 1032 ARG - SEE REMARK 999 | UNP P39077
C 1033 PHE - SEE REMARK 999 | UNP P39077
C 1034 LYS - SEE REMARK 999 | UNP P39077
C 1035 LYS - SEE REMARK 999 | UNP P39077
C 1036 ILE - SEE REMARK 999 | UNP P39077
C 1037 SER - SEE REMARK 999 | UNP P39077
C 1038 SER - SEE REMARK 999 | UNP P39077
C 1039 SER - SEE REMARK 999 | UNP P39077
C 1040 GLY - SEE REMARK 999 | UNP P39077
C 1041 ALA - SEE REMARK 999 | UNP P39077
C 1042 LEU - SEE REMARK 999 | UNP P39077

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
C 1043 GLY - SEE REMARK 999 | UNP P39077
C 1044 SER - SEE REMARK 999 | UNP P39077
C 1045 GLY - SEE REMARK 999 | UNP P39077
C 1046 HIS - SEE REMARK 999 | UNP P39077
C 1047 HIS - SEE REMARK 999 | UNP P39077
C 1048 HIS - SEE REMARK 999 | UNP P39077
C 1049 HIS - SEE REMARK 999 | UNP P39077
C 1050 HIS - SEE REMARK 999 | UNP P39077
C 1051 HIS - SEE REMARK 999 | UNP P39077
C 1052 HIS - SEE REMARK 999 | UNP P39077
C 1053 HIS - SEE REMARK 999 | UNP P39077
C 1054 GLY - SEE REMARK 999 | UNP P39077
C 1055 SER - SEE REMARK 999 | UNP P39077
C 1056 GLY - SEE REMARK 999 | UNP P39077
K 1001 GLY - SEE REMARK 999 | UNP P39077
K 1002 SER - SEE REMARK 999 | UNP P39077
K 1003 GLY - SEE REMARK 999 | UNP P39077
K 1004 SER - SEE REMARK 999 | UNP P39077
K 1005 GLY - SEE REMARK 999 | UNP P39077
K 1006 TRP - SEE REMARK 999 | UNP P39077
K 1007 SER - SEE REMARK 999 | UNP P39077
K 1008 HIS - SEE REMARK 999 | UNP P39077
K 1009 PRO - SEE REMARK 999 | UNP P39077
K 1010 GLN - SEE REMARK 999 | UNP P39077
K 1011 PHE - SEE REMARK 999 | UNP P39077
K 1012 GLU - SEE REMARK 999 | UNP P39077
K 1013 LYS - SEE REMARK 999 | UNP P39077
K 1014 GLY - SEE REMARK 999 | UNP P39077
K 1015 SER - SEE REMARK 999 | UNP P39077
K 1016 GLY - SEE REMARK 999 | UNP P39077
K 1017 LYS - SEE REMARK 999 | UNP P39077
K 1018 ARG - SEE REMARK 999 | UNP P39077
K 1019 ARG - SEE REMARK 999 | UNP P39077
K 1020 TRP - SEE REMARK 999 | UNP P39077
K 1021 LYS - SEE REMARK 999 | UNP P39077
K 1022 LYS - SEE REMARK 999 | UNP P39077
K 1023 ASN - SEE REMARK 999 | UNP P39077
K 1024 PHE - SEE REMARK 999 | UNP P39077
K 1025 ILE - SEE REMARK 999 | UNP P39077
K 1026 ALA - SEE REMARK 999 | UNP P39077
K 1027 VAL - SEE REMARK 999 | UNP P39077
K 1028 SER - SEE REMARK 999 | UNP P39077

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

Chain | Residue | Modelled | Actual Comment Reference
K 1029 ALA - SEE REMARK 999 | UNP P39077
K 1030 ALA - SEE REMARK 999 | UNP P39077
K 1031 ASN - SEE REMARK 999 | UNP P39077
K 1032 ARG - SEE REMARK 999 | UNP P39077
K 1033 PHE - SEE REMARK 999 | UNP P39077
K 1034 LYS - SEE REMARK 999 | UNP P39077
K 1035 LYS - SEE REMARK 999 | UNP P39077
K 1036 ILE - SEE REMARK 999 | UNP P39077
K 1037 SER - SEE REMARK 999 | UNP P39077
K 1038 SER - SEE REMARK 999 | UNP P39077
K 1039 SER - SEE REMARK 999 | UNP P39077
K 1040 GLY - SEE REMARK 999 | UNP P39077
K 1041 ALA - SEE REMARK 999 | UNP P39077
K 1042 LEU - SEE REMARK 999 | UNP P39077
K 1043 GLY - SEE REMARK 999 | UNP P39077
K 1044 SER - SEE REMARK 999 | UNP P39077
K 1045 GLY - SEE REMARK 999 | UNP P39077
K 1046 HIS - SEE REMARK 999 | UNP P39077
K 1047 HIS - SEE REMARK 999 | UNP P39077
K 1048 HIS - SEE REMARK 999 | UNP P39077
K 1049 HIS - SEE REMARK 999 | UNP P39077
K 1050 HIS - SEE REMARK 999 | UNP P39077
K 1051 HIS - SEE REMARK 999 | UNP P39077
K 1052 HIS - SEE REMARK 999 | UNP P39077
K 1053 HIS - SEE REMARK 999 | UNP P39077
K 1054 GLY - SEE REMARK 999 | UNP P39077
K 1055 SER - SEE REMARK 999 | UNP P39077
K 1056 GLY - SEE REMARK 999 | UNP P39077
c 2001 GLY - SEE REMARK 999 | UNP P39077
c 2002 SER - SEE REMARK 999 | UNP P39077
c 2003 GLY - SEE REMARK 999 | UNP P39077
c 2004 SER - SEE REMARK 999 | UNP P39077
c 2005 GLY - SEE REMARK 999 | UNP P39077
c 2006 TRP - SEE REMARK 999 | UNP P39077
c 2007 SER - SEE REMARK 999 | UNP P39077
C 2008 HIS - SEE REMARK 999 | UNP P39077
c 2009 PRO - SEE REMARK 999 | UNP P39077
c 2010 GLN - SEE REMARK 999 | UNP P39077
c 2011 PHE - SEE REMARK 999 | UNP P39077
c 2012 GLU - SEE REMARK 999 | UNP P39077
c 2013 LYS - SEE REMARK 999 | UNP P39077
c 2014 GLY - SEE REMARK 999 | UNP P39077

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
c 2015 SER - SEE REMARK 999 | UNP P39077
C 2016 GLY - SEE REMARK 999 | UNP P39077
C 2017 LYS - SEE REMARK 999 | UNP P39077
C 2018 ARG - SEE REMARK 999 | UNP P39077
c 2019 ARG - SEE REMARK 999 | UNP P39077
c 2020 TRP - SEE REMARK 999 | UNP P39077
c 2021 LYS - SEE REMARK 999 | UNP P39077
c 2022 LYS - SEE REMARK 999 | UNP P39077
C 2023 ASN - SEE REMARK 999 | UNP P39077
c 2024 PHE - SEE REMARK 999 | UNP P39077
c 2025 ILE - SEE REMARK 999 | UNP P39077
c 2026 ALA - SEE REMARK 999 | UNP P39077
c 2027 VAL - SEE REMARK 999 | UNP P39077
c 2028 SER - SEE REMARK 999 | UNP P39077
c 2029 ALA - SEE REMARK 999 | UNP P39077
C 2030 ALA - SEE REMARK 999 | UNP P39077
C 2031 ASN - SEE REMARK 999 | UNP P39077
c 2032 ARG - SEE REMARK 999 | UNP P39077
c 2033 PHE - SEE REMARK 999 | UNP P39077
c 2034 LYS - SEE REMARK 999 | UNP P39077
c 2035 LYS - SEE REMARK 999 | UNP P39077
C 2036 ILE - SEE REMARK 999 | UNP P39077
c 2037 SER - SEE REMARK 999 | UNP P39077
c 2038 SER - SEE REMARK 999 | UNP P39077
c 2039 SER - SEE REMARK 999 | UNP P39077
c 2040 GLY - SEE REMARK 999 | UNP P39077
c 2041 ALA - SEE REMARK 999 | UNP P39077
c 2042 LEU - SEE REMARK 999 | UNP P39077
c 2043 GLY - SEE REMARK 999 | UNP P39077
c 2044 SER - SEE REMARK 999 | UNP P39077
c 2045 GLY - SEE REMARK 999 | UNP P39077
c 2046 HIS - SEE REMARK 999 | UNP P39077
c 2047 HIS - SEE REMARK 999 | UNP P39077
c 2048 HIS - SEE REMARK 999 | UNP P39077
c 2049 HIS - SEE REMARK 999 | UNP P39077
C 2050 HIS - SEE REMARK 999 | UNP P39077
c 2051 HIS - SEE REMARK 999 | UNP P39077
c 2052 HIS - SEE REMARK 999 | UNP P39077
c 2053 HIS - SEE REMARK 999 | UNP P39077
c 2054 GLY - SEE REMARK 999 | UNP P39077
c 2055 SER - SEE REMARK 999 | UNP P39077
c 2056 GLY - SEE REMARK 999 | UNP P39077

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
k 2001 GLY - SEE REMARK 999 | UNP P39077
k 2002 SER - SEE REMARK 999 | UNP P39077
k 2003 GLY - SEE REMARK 999 | UNP P39077
k 2004 SER - SEE REMARK 999 | UNP P39077
k 2005 GLY - SEE REMARK 999 | UNP P39077
k 2006 TRP - SEE REMARK 999 | UNP P39077
k 2007 SER - SEE REMARK 999 | UNP P39077
k 2008 HIS - SEE REMARK 999 | UNP P39077
k 2009 PRO - SEE REMARK 999 | UNP P39077
k 2010 GLN - SEE REMARK 999 | UNP P39077
k 2011 PHE - SEE REMARK 999 | UNP P39077
k 2012 GLU - SEE REMARK 999 | UNP P39077
k 2013 LYS - SEE REMARK 999 | UNP P39077
k 2014 GLY - SEE REMARK 999 | UNP P39077
k 2015 SER - SEE REMARK 999 | UNP P39077
k 2016 GLY - SEE REMARK 999 | UNP P39077
k 2017 LYS - SEE REMARK 999 | UNP P39077
k 2018 ARG - SEE REMARK 999 | UNP P39077
k 2019 ARG - SEE REMARK 999 | UNP P39077
k 2020 TRP - SEE REMARK 999 | UNP P39077
k 2021 LYS - SEE REMARK 999 | UNP P39077
k 2022 LYS - SEE REMARK 999 | UNP P39077
k 2023 ASN - SEE REMARK 999 | UNP P39077
k 2024 PHE - SEE REMARK 999 | UNP P39077
k 2025 ILE - SEE REMARK 999 | UNP P39077
k 2026 ALA - SEE REMARK 999 | UNP P39077
k 2027 VAL - SEE REMARK 999 | UNP P39077
k 2028 SER - SEE REMARK 999 | UNP P39077
k 2029 ALA - SEE REMARK 999 | UNP P39077
k 2030 ALA - SEE REMARK 999 | UNP P39077
k 2031 ASN - SEE REMARK 999 | UNP P39077
k 2032 ARG - SEE REMARK 999 | UNP P39077
k 2033 PHE - SEE REMARK 999 | UNP P39077
k 2034 LYS - SEE REMARK 999 | UNP P39077
k 2035 LYS - SEE REMARK 999 | UNP P39077
k 2036 ILE - SEE REMARK 999 | UNP P39077
k 2037 SER - SEE REMARK 999 | UNP P39077
k 2038 SER - SEE REMARK 999 | UNP P39077
k 2039 SER - SEE REMARK 999 | UNP P39077
k 2040 GLY - SEE REMARK 999 | UNP P39077
k 2041 ALA - SEE REMARK 999 | UNP P39077
k 2042 LEU - SEE REMARK 999 | UNP P39077

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
k 2043 GLY - SEE REMARK 999 | UNP P39077
k 2044 SER - SEE REMARK 999 | UNP P39077
k 2045 GLY - SEE REMARK 999 | UNP P39077
k 2046 HIS - SEE REMARK 999 | UNP P39077
k 2047 HIS - SEE REMARK 999 | UNP P39077
k 2048 HIS - SEE REMARK 999 | UNP P39077
k 2049 HIS - SEE REMARK 999 | UNP P39077
k 2050 HIS - SEE REMARK 999 | UNP P39077
k 2051 HIS - SEE REMARK 999 | UNP P39077
k 2052 HIS - SEE REMARK 999 | UNP P39077
k 2053 HIS - SEE REMARK 999 | UNP P39077
k 2054 GLY - SEE REMARK 999 | UNP P39077
k 2055 SER - SEE REMARK 999 | UNP P39077
k 2056 GLY - SEE REMARK 999 | UNP P39077
e Molecule 4 is a protein called T-complex protein 1 subunit delta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 D 522 3398 2092 609 686 11 0 0 0
Total C N O S
4 L 522 3398 2092 609 686 11 0 0 0
Total C N O S
4 d 522 3398 2092 609 686 11 0 0 0
Total C N O S
4 1 522 3398 2092 609 686 11 0 0 0
There are 4 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
D 345 ASP GLY | engineered mutation | UNP P39078
L 345 ASP GLY | engineered mutation | UNP P39078
d 1345 ASP GLY | engineered mutation | UNP P39078
1 1345 ASP GLY | engineered mutation | UNP P39078
e Molecule 5 is a protein called T-complex protein 1 subunit epsilon.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o 2 525 3437 2110 599 720 8 0 0 0
Total C N O S
o M 525 3437 2110 599 720 8 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
g ¢ 525 gi?f?l 21C10 5159 7(2)0 2 0 0 0
b o 525 gi?f%l 21C10 5159 7(2)0 2 0 0 0
e Molecule 6 is a protein called T-complex protein 1 subunit zeta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 F 533 gggall 22053 61;9 751)0 S 0 0 0
0 N 533 g(()itQaéBl 22050 61;9 720 S 0 0 0
0 f 533 g(())'gl 22055 61§0 7(?39 S 0 0 0
0 " 533 ggt;;l 22052 61§9 7(;9 S 0 0 0
e Molecule 7 is a protein called T-complex protein 1 subunit eta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
7 G ou9 rli;gtlaé1 2(?55 516\313 6(6)9 180 0 0 0
7 0 509 ggiil 20052 516\313 6(6)9 180 0 0 0
’ & 509 ?étff 20052 515\3]3 6(6)9 180 0 0 0
! © 509 ?étﬂl 2(%2 51;3 6(6)9 1So 0 0 0
e Molecule 8 is a protein called T-complex protein 1 subunit theta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
8 H 525 gzg&}?l 21(251 61(\)18 7(85 183 0 0 0
8 P 525 ?’:Z;a%l 21%1 61(\)18 785 1S3 0 0 0
8 h 525 22?51 21059 61(\)18 785 1S3 0 0 0
8 P 525 gZZ?I 21%1 61(\)18 785 1S3 0 0 0

e Molecule 9 is ADENOSINE-5-DIPHOSPHATE (three-letter code: ADP) (formula:
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C1oH15N5010Ps).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
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e Molecule 10 is BERYLLIUM TRIFLUORIDE ION (three-letter code: BEF) (formula: BeFs).

BEF




Page 15 Full wwPDB X-ray Structure Validation Report 4V81
Mol | Chain | Residues Atoms ZeroOcc | AltConf
10 A 1 Toial Ble 1;,: 0 0
10 | B | Toial Ble g 0 0
0 | C 1 Toial Ble 1; 0 0
0| D 1 Toial Ble 1; 0 0
0| E 1 Tof‘l Ble 1; 0 0
0| F 1 Toial Ble 1; 0 0
0| @ 1 Toial Ble 1; 0 0
0| H | TOFI Ble 1; 0 0
0| 3 | TOFI Ble 1; 0 0
10 L 1 Toial Ble 1; 0 0
10 M 1 Toial Ble 1; 0 0
10 N 1 Toial Ble 1; 0 0
10 P 1 Toial Ble 1; 0 0
10 a 1 Toial Ble 1; 0 0
10 b 1 Toial Eie 1; 0 0
10 e 1 Toial Eie 1; 0 0
10 f 1 Toial Ble g 0 0
10 g 1 Toial Ble g 0 0
10 h 1 Toial Ble 1; 0 0
10 k 1 Toial Ble 1; 0 0
10 1 1 Toial Ble 1; 0 0
10 m 1 Toial Ble 1; 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Be F
10 n 1 4 1 3 0 0
Total Be F
10 p 1 4 1 3 0 0

e Molecule 11 is SULFATE ION (three-letter code: SO4) (formula: O4S).

S04
O1

03 O-

02
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O S

11 I 1 5 41 0 0
Total O S

11 K 1 5 11 0 0
Total O S

11 O 1 5 41 0 0
Total O S

11 c 1 5 41 0 0
Total O S

11 d 1 5 11 0 0
. Total O S

11 i 1 5 41 0 0
] Total O S

11 j 1 5 i1 0 0
Total O S

11 0 1 5 i1 0 0

e Molecule 12 is water.
gPDB
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

12 B 1 Total O 0 0
1 1

12 B 1 Total O 0 0
1 1
Total O

12 1 1 1 0 0

12 M 1 Total O 0 0
1 1
Total O

12 e 1 1 1 0 0
Total O

12 g 1 1 1 0 0

12 o 1 Total O 0 0
1 1

gPDE
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Chain A: =

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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
in the sample, but not in the model, are shown in grey.

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

3 Residue-property plots (i)

e Molecule 1: T-complex protein 1 subunit alpha

Page 18

8STN | 18e1 sved 45729 [ | 8STN
| o8TI 052N 1 1€V1 0z5d | o8TI
9571 G4 [ | I 9371
892 18871 STHA °
eL1 1521 9g€L ¥2H0 LTSA £L1
| | I | eewd 9199 |
oLT £eTi 24 [ | . oLT
691 [ | €EEL | oTewd zrsd o 691
891 0gzs [ ] 0zvd 1190 S 891
|V 8%TA 62ET G 79 [ otan LoV 8YTA
999 1718 [ ] 8THA 60ST 999 118
39a o oviL 9zeT | 0@ s9a o oviL
9N SHIS [ ] £T%1 1059 9N SHTS
€91 [ werT ozgy 4528 [ | €91 [ w11
Z9A £HTA 5221 | ered [ ] 1099 Z9A SHTA
| | | | [ | 8TEA 607A 00GA | | [ |
630 €811 1229 pmmo [ ] 667N 630 €6TT
| 8 TeTY | oged 9071 867 | 8 TETY
18T | | 6TCA TTEA | sovs I I 181 [ ]
6214 8121 [ ] $0%Q 2 6214
821D [ | L0ET | govH | S6%Y 82TH
mm> | | 1123 2091 $6Y mms [ |
STTT 012D or | 1098 STTT
793 4 60CH £0Ea 00%Y 793 | werl
1 €CTL oI | zoer | 66€d < 1 £TTL
zz1d 108D 86N = zz1d
2 9021 0083 1684 sy 2
1 S0ZA 6621 96€a ° < 1
$0ZN 8621 [ | L8%V -
9gA STIN [ ] 1621 a8eT 98I i= 9 8TIN
| Lo 661d 962A | wees 87D = | Lo
€eL 9TTA 86TA [ | £8€S | w8ps o €EL 9TTA
| | STTT [ | €62V z8€es £8%Y =] | | STTT
ogA |y 9618 2629 e Tsgs z8hY 1) ogA | yrTE
[ | [ | o 08EH | 18%H 938d — 62N ETIN
T6TN 6821 6,83 087A 3330 [ | TITY
[ ] 8.€S [ ] ] . m oz [ ]
or 38zA 1181 9L¥) 195d D 14 $0TT
® 98TV [ | 9.€9 | | 0553 - | | €071
® 811 182A | oGued 0L%S I m o 44} | zotA
81T [ | $LET | | Q. BN . o1es TOTA
€8TV €L2T | el€1 $9PA L¥SA 0 4 | 001S
z81a [ | TLET £9%Y 9%SL % | | 661
18TA 692 [ | | | [sps1 | @ —= 119 | 8L
08TA 892 1988 0973 PHS [N e 910 169
| BLTH | l9ed [ ] 65vd €951 m e 411 96a
8LIN 992a €9gb 8571 | evsa ©) P 969
L21S | s9za [ | sy THSI < Loer1 | T
[ | %921 18T 98T ovsH [ zIL o 63
6971 [ ] 95€9 [ | 6€91 1@ z6u
| gotr 192h | gse1 8Hv1 8€51 .. 018
L9730 ooz 7SEA s T e 64 °
9918 ® 6529 £3€5 983 L n
| gots 83T | zges 88h
9T | STy 18€8 8EVL w — | 8y |
| gots 952 | osed I < o 981
T9TL ELat 6VEL 1238 [a) = [ ]
79T | wSey 8ved SETN 9z5) M < €81
[ oomv | €523 | e | 30 [] = ]
69TT zseh 9%€D €8T €258 ) @) 8.d

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

Full wwPDB X-ray Structure Validation Report 4V81

Page 19

0SZN

8¥ca
LyT1

EETN

0€TS

veet

1144

6TCA

14497

0Zvd

8T¥A

€TPT
[454%

607N

90%T

70va

2071

0074
66€d
86EN
L6€9
96€d

G8ET

€8€S
T8ES
T8€S

6L
8LES
LLEL
9.L€D

VLET

CTLET

L9€S

€9€b

LSET
95€D

4198
€G€S

TSed

6VEL
8¥ed

i)
sved

LTISA
915D

T-complex protein 1 subunit alpha

Ll

LTSS
9TSA

€TSS

02Sd

e Molecule 1

3%

8%

89%

Chain a

S92TH
|
8%21a 699Td
| | 87510
82ZTA | |
| szein 2eSTT
® 92210 | |
STTIN 81811
| |
$0ZTN 805
| |
66TTd 96718
|
L8TTA
TCITH 85T
0ZTTI | |
6TTTH 9HIT
| |
%6071 LEVTY
| |
160T@ 6T7TA
060TD | |
| | $0%10a
LLOTH | €ovIH |
TOPTT
|
911D
|
930Ta L9ETS
950TQ
|
080Ta
|
¥HOTT
|
22019
|
£T0TT
| zrotL
T10Ta

SEETV

ooy

621D

,927d

S92Ta

T-complex protein 1 subunit alpha

e Molecule 1

L

8CCTTA

92210
- SCTIN

Y0TIN

66TTd

L8TTA

8%

TCTTH
0CTTI
6TTTH

06070

89%

LLOTH
9.L0Td

950Ta
SS0Ta

0S0Ta

9011

220T1d

€T0TT

110TQ

3%
L

Chain 1

6%STd
8¥S1d

CESTT

81ST1

80STH

78¥1S

9YPTT

LEVTIV

6IVTA

7oV 1d

20vT1

9LETD

L9ETS

0S€Td

TPeTT

LEETT

GEETY

T-complex protein 1 subunit beta

e Molecule 2

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 20

%

11%

49%

36%

.
s
I=.

Chain B

€91
291

09D
65d

9SA

%S0
€SL

0S8

]
<
<

L9
i
S¥1

(4720

(208
6€ed
8€D
LT
9€L
S€s
veR

0gd
6CA

oV

€24

128

A%

0TA
60

LD
94

€A

CETT
TETV

TLN

©
©
0

791

orea
@ 60za
8021

90CS

¥02s

T02D
002D

8611

9611
S6TI

€611
@® CT6TH

181S
981D
S8TY

€874

8L1L

€LT4
CLTH

i

0LTH
691

L91S

¥8cd
£€8C1
28N
1821
8.LTH
vLey
TLeN

892
L9ga

€923

092h

8GC1
LSTH

Eis(A

TS
0G24

L%2D

eveA
[4708

CET1

0€TH
6ccy
822N

9¢C1

13%43)

Asions

T5€d
0s€d

Sved

€¥el

6€€T

LEET

E£EES

Teed

8CEL

9TEN
STEN

€CED

TCEL
0ZeN
61€1

LTET

STEd

€1€D

T1ed

80€H

00€Q

L6271

e racy
v6cd

2620

0621

88zh

98CN

TOvA

L6€9

£6€b

06€EA
68ES

L8eY
98€d

¥8€T

18€3

LLET
9.LeL

€LEL

69€1

88¥A
L8¥I

€874
T8YH
18%d

3

LL9D
9LYN

e£L%a
CTLYT
TLYD

@ 6971

143728

6051

LOSA

S08Y
y0SY

20Ss

867A
L6V

e Molecule 2

S67Y
i
€671

T-complex protein 1 subunit beta

3%

12%

51%

34%

Chain J

0gd
6CA

9Ty

i£40
€cd

128

LIN

1y

0oTA
60

LD
94

€A

8¢1S
L2TV

14498

1211

0TI

8TTh

9TTH

S8d

€8A

cLd
TLN
0.d

89d
191

©
©
7]

%91

102D
002D

86TI

9611
S6TI

€6TI

981D
S8TY

€874

1811

€LTA
CLTH

0LTH
691

1918

TETV

TLTN

8921

0€TH

6zTy
8TTN

92CI

veen
€zged
zzed

0zZZN
612D
8124

v0zs

6eed
8€ED
LEET

€EES
ceed

8CTEL

9zeN

veed
€2ed

0ZEA
61€T

S1ed
vien
€T€D

T1Ed

80€H

S0€s
Y0EN
® €0€I

00ea

L6271

S62d
¥62d

2620

0621

882h

982N

84
€821
® 8T
@ 18CI

8.2

L

i2xa 4

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 21

80%d
LOYY
90%0

L6€4

£6€b

T6eT
06€A
68€S

L8€Y
98€d

78€T

78€d

LLET
9LEL

€LEL

T9eV

29€D
TOEV
09€%
63€D

feisiobs
¥se1

T39€D

1

Shed

EVEI

9.LYN

€7
LY
TL%D

6971

997D

2528

29%S

09%Y4
6571

LS¥S

1

S0SY
70SY

20ss

86%A
L6V

T-complex protein 1 subunit beta

G674
13728
€671

88¥%A
L8%1

€874
T8V
18%a

k

e Molecule 2

LLYD

2%

14%

82%

Chain b

L6TTH

S8TTA
78111

9L1T1

991711
S9TTI

67114

OVTTA
SvT1a

CYTIN

L171d

260TL

880TA

080TI

99018

8S0TN
LS0TL

0S0TS
€¥01d
SEOTS
€E0TA
CEOTT
TEOTA
L20TI

6T0TY

97101
STOTY

8001d

k

007D

0LETY

LSETS

0S€Td

8YETT

TEETH

62ETA

LTETS

€CETD

+

TOETT

€6CTA

68CT1

18214

G8CTI

89Ty

S¥CTI

6€CTA
8€TTT

€ECTI

®
TETTI

8CTIN

02TIN

ATAS S

€1CTI

€0CT1
20Ty

21510

80STT

1457428

06%TS

8LYTL

SLYIN
YLYTT

0L%1S

89¥%1S
L9VTI

SOVIN

T-complex protein 1 subunit beta

€9¥TI
covTs

i4a474%!

L2918

607 T

90%1D

66ETYH

¢8ETY

6.LET3d

SLETD

TLETD

e Molecule 2

%

14%

82%

in j

Cha

S8TIA
¥8111

9L1T1

99711
S9TTI

6v1Td

VTN
SY11a

CYTIN

L111d

260TL
880TA
080TI
99018

8S0TN
LS0TL

0S0TS
€%07Q
SEOTS
€E0TA
2e0TT
Te0Td
12071

610714

910714
STOTY

8007a

70070

SLETD
CTLETY
0LETY
LSETS
0SETH

TEETH

62ET4

LT€TS

€TETD

+

TOETT

F

€6CTA

68211

18274

S98CTI

8921

SYCTI

6€2TA
8€TT1

€ECTI

TECTI

8CTIN

0zZIN

L1278

€1CT1

€0211
20TTA

L6TTH

c¢1s1a

80STT

(451748

06%TS

|
8LvTL

|
SLVIN
VLY

0L%1S

89¥18
L9VTI

SOPTN

T-complex protein 1 subunit gamma

€9PTI
29vTs

44491

Ley1s

607 T
90%1D
66ETYH
¢8ETYH

6LETH

e Molecule 3

2%

13%

3

5%

37%

45%

Chain C

o
=
=

Q&
52

o
©o
=

199
09a

9GA
891
399

18d

671

LYW

{4728
Tvd

6€1
8€D
LEL
ogy
S€I
veA
£ea

TEA
0EV
6ci
8CV

610

3

STL

[41y]
Tis
(3
6N
8

[4°15')
T9TL

{4498

8T1d
LTTH

STIN
295
€r1d
(4358

607d

8L

288

083

VLY

CLH
TLY

R LDWIDE

O

PROTEIN DATA BANK

W



4V81

Full wwPDB X-ray Structure Validation Report

Page 22

0¥%ZN
6€TT
8€TI

veet
€A
2eed
61CA

112D

pAorace

702

202y

8611

B6LIA

9L11
SLIV
YLTT

8918

3

7oTA

91€eN

01€T

LOEH
90€D

70€T

TOEA

6623
8624

96C1
c¢6Td
T62d
98zh

€8TH
28TT

6.2b
§.e1
zLer

692M
892d

9923

792

{414t

felstace

0LEN

89€T

99€8
§9e4

eisior

€9€D
TSED

0Sel
6%ED
8¥en

Tved
oven

LEEN

GEEL

S1%D
¥1vd
€1¥S

T1%S

60%S
80%T
LOVH
(40718
S6EN
T6ed
88€I

78€D

28€Y

08EN
6.LET

)

20Sd

T¥vd

[S574]
8D

3

{45728

0EYN

{4944

6171
8THV

9T¥d

T-complex protein 1 subunit gamma

e Molecule 3

13%

5%

36%

46%

3%
=

Chain K

o
S
> <

0 ©
© Q
==

— o
© ©
oo

o
©
*Q

< 10 ©
0 0 O
R

—
re)
A

)
<
—

LYW

=
<
A

a5
2[—‘0

SE€I
vea
€ed

TEA
OEV
6y
8¢V

7oTA

(4151
T9TL

SSGTI

€STA
[4:15')
TSTH

67TV

via

EVTA

(A%

0ETL
62TT

SeT1
7434

(4458

8TTd
LITH

STIN
2958
€17
(4958

60Td
80TV

7011
€0TI

L61

©
o
=

8L

288

083a

YLV

3

CLH

0¥%ZN
6€Td
8€TI

vee1
® €TcA
2eed

6TCA

012d

® Lozd

702

cocy

8611

B6LIA
9L11

SLTV
YLTT

8918

9621

¢6Td
T6cd

98zh

€8CH
2821

6.2b
zLeI

692M
892a

9923

v9ca

0LEN

89€T

99€S
S9€4

8Ty

ST¥D
¥1vd
€1¥S

11%S

60%S
80%1
LO¥H
2o7A
S6EN
T6€d

78€D

(42558

® 08EN
6.LET

%S01D

9054
20Sd
1059
00SM

S67A

€670
267N

0673

€8%D
287l
T87L

6L¥N

it
€S¥d
CSPI

17478
444l

T¥vd

67D
8EVD

CEVA

0EVN

(444

6T%L

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 23

625D

LTSA

S¢Sa

€TSA
[44:t:S

T-complex protein 1 subunit gamma

0291
6791
819D
LISV

PIsI
€TSY
[A=hA
TIS%
0TSA

e Molecule 3

805D

3%

13%

7%

79%

Chain ¢

0TCTd

TEVTA
16711
06711
09%TV

9S¥TT

vSvTYe

€EVTD

zp11d
[ | 2OETS
%9011
|
L5011
|
2S0TH
|
85011
|
PHOTH
|
9g0Ty
|
0g0TY 83Z10
| | Lsers
92011 9az1d
|
27493
| 1egrE
08211
6v21d
e 8¥eId
800TH
o
Akt
|
922IN
azz11

61STT

T-complex protein 1 subunit gamma

e Molecule 3

2%

13%

8%

79%

Chain k

V8T

T8TTA

OLTTH
S9TTI
e ¥wvild
EVITA
(4427
790TI
LS0TT

ZSOTI

0501d
8¥0T1
TYOTI
9€0TY
0E0TY

920TL
S20TI

6T0TD

9T0TL

800TW

COETS

L6TTL

+

6GCTL
8SZTh

9621

CSCTA

08211
6%CTd
8¥C1D

+

6€CTd

+

9TTIN
SeTT1

012Td
60CTI

6TSTT

+

[ 4529
16911

T-complex protein 1 subunit delta

e Molecule 4

6%

43%

50%

3%
L

Chain D

TSTA

6710
8¥13

EVIS

6ETD
8ETN

i

YETL

CETA
8TV

SZTh

€CTS

0TI
61TI

STTI

CTIN

0TT1

80Td

Y011
€0TT

661

1Ty

612V

1720

S§12T
45418

L02L

S0za
021

00TA

9611
S6TY

R LDWIDE

€6TQ
CBIN

88TN

9818

6STS

LSTS

vSTV

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 24

® 862N
L6TA

i

€621
[4:1an
® T6cs
06231

88¢C1

G82A
® ¥8ZN

L

€LTN

T.21

8924

® SS9y

092N

8524

4514

(4514

082N

8¥CL

9¥cd

¥¥ed

(4443

6€Td
8€Th

8¥ed

vveT

L

€SPL

TS%d
0SPI
(4718
8vva
LvyT

444l

(74708
6E7I

9ETD

vEYD

0EYY

TOvI

1288
92Sd

TSI
€25a

TesI
02sY

8TSI
L1SS

STSA
7190

L0SV

€0SA
2081
TOSA
00Sd
6670
8671

96VH

veva

TevN

11

vLvd
ELVH

TL%S

6971

2

e Molecule 4

c9vs

T-complex protein 1 subunit delta

5%

43%

50%

5%

Chain L

CLH
TLT

69V

994
S91

€91

09d

868

4!

0SL

%%

—
oy
a =

8€S

9€Yd

IIm
2}
-

£ea

0€s

8¢V

3

91
S2I

<
N
II =

(448
0ozA
L1d
9TH
STd

(45’8

OTL

8N
LS

8¥13

E€VIS

3

6€TD
8ETH

3

YETI

TETA

8TV

€CTS

0ZTI
61TI

L11d
9TTH
STTI
€TTH

0TT1

80T

Y011
€011

6671

96A
S6S

€61
269D
T6d

68Y

LA

Tz

@ 612V

L12d

ST121
¥iea

L0TL

S0za
¥0cI

00ZA

TOEY

662d
862N
LBTA

€621
[4i1an
T62s
0623

88CI

98CA
® %8IN

L

TL21

892d

S9TH

09ZKH

b

52
® €Scl

0GZN
6¥cd
8¥CL

9%¢d

s

6€24
8ezh

9€ET

Teey

ceed

89%d

i

29¥S

1

¥Sv1
€SPL

TS%d
0S¥I
(57478
8vva
LY91

4aal

L

ovPM
6EVI

9ETD

YEVD

i

0EPY

Y.Ly
€LVH

TL¥S

e Molecule 4

6971

T-complex protein 1 subunit delta

8%

91%

3%
-

Chain d

€5CTI

TeTI

TETTH

012TI
60CTI

so0zta

® 86T11d

Y6TTL
€611d

F

[ ]
@® 88TIN
L8TTH

SLTTA

F

TOTTH

Ly11d
9%T1d

144091
EY11S

6ETTD

SETTT

+

00TT.L

860TI

S60TS
760T.L

04071

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 25

8¢STY

C0ST1

S8YTY

28YTI

vLy1d

TOVIN

TEVTS

LTVTIA

i{44%

0THT1

C6ETY

S8ETI

T8ETY

0SETA

v6CTd

€9CTI

T-complex protein 1 subunit delta

e Molecule 4

4%

91%

i

Chain 1

werl

TE€TTH

012TI
60CTI

s0ztTa
86TTH

V6111
€6710

88TTIN
L8TTH

SLTTA

TOTTH

Ly11d
9%11d

YPITI
EV1TS

6ETTD
SETTT

00TTL

T-complex protein 1 subunit epsilon

860TI

S60TS
760T.L

04071

L101d

600TV

8¢STY

CO0STT

S8% 1Y

28YTI

YLv1d

TOVIN

® TEVIS

LTVIA

jZ474%"

0T%TT

@ CT6ETY

S8ETI

Z8ETY

0GETA

v6c1d

€9CTI

+

€GCTI

e Molecule 5

3%

7%

6%

39%

48%

Chain E

€LI
TN

0.1

894

80TS

7011

[0S

00TI
663

L6a
961
sed
Y6H

L

061

88Y
18D

= NS0
0 0 0 00 ©
HBEHBPZ=

6.0

LLd
9.8
SLI
¥L1

LTS
9gza

PXéd]

SeeH

zeea

9T2H
S12da

+

S02A

0024

86TQ
L6TH

€6TA

3

681D
88TT

98T.L

v8TV
€8TV

1811
08TT

9.L14

YTV
911

§52d

€52b
¢S9ed

0ses

LYTH

¥¥eI

i

[izan
6ETT

0.LES

S9¢€Y
79ed
€9€N
@ C9€I

SGEY

€GEH

895D
LSSS

Ll

Y991

TYSL

6€5T
8€SI

Ll

8CSA

G251

€2S%
CTSH
T2sa

190
€180
CTSA

0TSI
@® 60SN

90S%

¥0sy

TOSH
00SS

T-complex protein 1 subunit epsilon

8671
L6TL

£6%D

T6%d

S8%d

e Molecule 5

€871

08%d
6.LYI

7%

6%

39%

48%

6%

Chain M

88V

SGY

T8I

sva

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 26

3

80TS

Y011

[409’s

00TI

o
o)
=]

0 © I~
D 0D
M| aaQ

<
o)
=

+

o
o
=

el
©
<

~
©
(&

98N
8L
€8I
28l
181

6.9

© N~
N~
0 A

¥L1
€LI
T

9€Ta
Phads]
ezea

9124
S§12a

Ll

S0zA

0024

861d
LBTH

€6TA

3

681D
8811

98TL

feid
t

v81V
€8TV

18171
0811

9L14

vLi13
€10

TL1S
® 0.1V
@ 6918

® 991a

G910

29t1d

8STI
LSTY

TS1d

LYTV
9YTI

4450

T.L2I

6921
89¢H
L92A
992D

® ©9Cs
€929
29T
® T92x

@® S§S2d

£52h
zsed

® 0S¢s

LYTH

v¥cI

i

0¥%CI
6€TT

T6€d

88€L
L8EL
98€D

€8ed
28€d

08€I

9LEL

€LEN

0LES

S9€4
¥oed
€9€N
{488

SGEY

® €SeH
o

05€d
[ ]
8¥€D

9veEN

Leed
9TED

e 7weed
€2CED

0zeN

§254))
cLvd

TL¥D
0L%d

TO%L

b

L6€b

855D

9GST

Ll

7791

(47408

6€9T
8€ST

fouip-i

T-complex protein 1 subunit epsilon

® %130
® €1sa
® <CISA

0TSI
60SN

9054

Y01

T0S%
00SS

86%1
® L6%L

£67D

T67%d

987

e Molecule 5

@ 9.L¥1

4%

o 7%

9%

84%

Chain e

69TTS
L971Q
ol or10
S9TTD
0GTT4

8YTIN
LYTTV

60T
80TTS
LOTTT
90TTh
€0TT1
€60T0
980Ta
280TL
T90TI

9€0TD

zseTd

LYETD

GZETM
TeETh

96ZTh

6.21d

v.210
€LTTL

YT

TSCTH

S¥CT1

TvCIN

9€TTa

geera

i

0TCIN

06TTS

18118

@ SL1T1

LYST

SESTH

i

€671D
(457499

69714

°ovTYd

8EVTY

TEVTH

140458

96€TH

98ETD

28€TA

e Molecule 5

9LETL

69€TT
89€TQ

T-complex protein 1 subunit epsilon

7%

9%

84%

3%
=

Chain m

69718

[ ]
® /L911d

S9TTD
®

0STT4d

8YTIN
LYTIV

60TTH
80TTS
LOTT1
90TTh
€0TT1
€60TD
980Td
¢80T.L
T90TI

9€0TD

(]
® 98€TD

2¢8eTA

9LETL

69€TT
89€TQ

i

2¢seTd

|

LYETD

STETM
$ZETD

L

96210

6.2Td

¥.,210
€LTTL

VST

TSCTH

S¥C11

TVCIN

9€2Ta

zeera

.

OTZIN

067TS

L8118

SLTT1

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 27

F

LYSTH

SESTH

H

T-complex protein 1 subunit zeta

€6%TD
145499

69714

[4°i 4%

8EYTYH

TEVTY

140458

96€Td

e Molecule 6

12%

50%

35%

5%

Chain F

*

8%

oY1
ST

{420

@
I
A

8€D

9EN

N ™ w
0 000
> 3| e

0 ® o
NN oM
O Ao

~
N
Im

€11

113

VIl

3

LETH
9€Td

Ll

6C1S

STV
{4429

cerd

€61
[4:hn
T6L
06D
680

181
981

€8b
z8v
18V

6LV

9LT
S.1
VLA

cLL
T.d

3
&

190

S0TH
¥02d
£0CS

TOCH

66TH

S6Td

€6TI

061a

e /81d

]
78TV

81X
T8TA

¥oTV

T9TH

6GT1

LGTS

SGTH
STV
€STA

TST1

LyTd
91a
SPIN
9IS

0821
6.2d

L.21
9,24

v.L21

j444

ceed
® 12CH

LTCH

STC1
4598

[a%4]
11

8021
pAAN

9geb
® SSEX
FSen

[4ci°0]
TG€S
0sed

® L¥EI

® S¥ed
vveS

cvea

6€€S
8EEN
Lg€b

i

zeel
TEEA

Lced

e TeeN
€2€Y

9621

€624

€TVS
[4474¢

0ZvI

90¥1
S0PA

(4078
TO%V

66€T

G6EN

£6€d

T6EL

68EV
88€T
L8EY

78EL

T8eD
T8€Y
08€I

LLEL

® S.eSs

€Led
e 2.led

L6%Q

26va

65PN

442"

(4448
15428

9ETY

oyakc

6ESS

9€SY

€€ST
2EST

0€38D
6291
8291
pRacg
9TSN

TSy
€CSI

T2SL
0zsy
615D
8TSL
L1SI
915V

T-complex protein 1 subunit zeta

(457N

6058

LOSM
90SI

v0s3
€0SI

e Molecule 6

T0Sd

867S

11%

49%

37%

3%
-

Chain N

+
i

S94

3

€91
291

< 0
0 0
X4

{420

6€d
8€D

9EN
SEL

eel
(47

0ed
621
8TH
pracs

Tl
€A
{444
T2A
oey
611
8TV

STYH

€11

LA

8d
LN

TYTL

LETH
9ETd

Ll

9TTH
ST1d
YITH

680

80TL
L0TL

S0TH
¥02d
€028

TOCH

66T

S6TH

€6TH

06TQ

® .81

S8Th
78TV

Z8TA
T8TA

vvis

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 28

0821
6,20

L.2T
9.2

.21

8921

9Ty

k

TS24
052D

8%CN
LvTh
eizact
Eigan

L1CH

S1T1
45498

(414
1123

@ S9€l
79ed

{4l

9S€d
@ SSeX
vSEN

¢SeD
TS€ES
0Sed

LYET

Sved
vveS

cvea

6EES
8€EN
LEED

i

CTEEL
TEEA

Leed

YTEN
€Y

® L1l
9TEY

viel

TTEN

60€4
80€A
L0€Q

b

zoea

8620
162N
9621

€624

90%T
SO¥A

(40718
TOvY

66€T

S6EA

£6€Q

T6EL

68EY

LOSM
90SI

vosa
€0SI

T0S8d

26%a
T67A

8874
1874

S8

28va
1870

6,70
8.%Q

89%Q
L9¥%1
99%d
S9%a

3

6S57A

LSYL
98%)
SG¥d

[4sis
T1S71

6vva
iaa
Lvvd
Eidal

4428

{47420
154728

8EVD

9EVY

CEVN
TETW

L1ST
915V

CISA

60SS

T-complex protein 1 subunit zeta

e Molecule 6

14%

83%

4%
-

Chain f

60274
voz1d

86TTH
LBTTI
96T1TI

88TTIN

TLTTL
|
L9TTL
]
09TTL
esTiT |
8STTT
]
TSTTH
|
EVITT

® CYIIN
|
8ETTI
|
€eTTT
|
LTTTI
|
E€TTTA
]
(4298
]
€60TL
|
890TI
]
€G0TI
]
€Y0TT
]
LEOTT
]
L2014
]
%201l
|
9107a
|
90071
S00TT
0070
€00TT
ol 2o0Is |

@ TOOTW

06€TY

8LETI

9.LETD

0LETN

€SETT

EvETT

€EETD

0€ETT

8CTETT

€2ETYd

TeeET

86210

S6CTI
Y62TA

S.LTTH

everd

€1211

TPSTL

TYSTH
T9ST1
® OPSTL

8ESTY

8TSTL

STSTN

€I8T1
TISTA

06%1D

78v1a
€8%TS

L9911

T-complex protein 1 subunit zeta

09713

8SPTT
LSPTL

YSYTI

CYPTIL

0vPTL
B6EVTH

LEVTH

vevTT
EEVTH

i94%

(45458

607 T

e Molecule 6

LOYTH

3%

14%

84%

Chain n

@ €£1211

|
60214

|
¥0C1d

|
86110
L6TTH
96TTI

|

88TIN

TLITL
|
L9TTL
|
09TT.L
[ esTrT
8STT1T
|
2STTh
|
EVITT

@ CVvIIN
i
8ETTI
|
€ETTT
i
L1171
|
ETTTA
|
20711
|
€60T.L
|
890TI
|
€S0TI
|
€¥0T1
i
LEOTT
|
Leotrd
|
20Tl
|
910Td
|
90011
S00T1
70010
€00T1
o 200S |

® TOOTH

60V T

LOYTH

06€£TH

8LETI

9LETD

[J
0LETN

€S9ETT

+

€VETT

€EETD

0€ETT

8CETT

F

E€CETY

T2ETH

86210

V6CTA

.21

e€vera

YPSTL

[47215'8
%911
OYSTL

8ESTY

8TSTL

STSTN

€TST1
CISTA

06%TD

il
€871

L9¥TT

09% T

8G¥TT
LSPTL

YS¥II

[4747429

OvvIL

LEVINA

vevi1
EEVIN

jZ44%

CIPTI

T-complex protein 1 subunit eta

e Molecule 7

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 29

2%

7%

8%

41%

3=zy83s8Baas
5 Mo -—13 oA

43%

Chain G

99D

091

LSN
98s
SSL

€91

TSI

o)
]
<

o
0 0
O =

TEN
0€I
62N
8CS

921

€Ti

L1L

0eTYd
@ 6CIx

pxan:s
9CTH
SCTI
¥C11

1218

611D

L1174
9111
STTd

€111

060

€61a
TETIN

6811
8818

98TA

€8TA
2810

6LTA
8.L14

SLTY

ELIN

TLTI
0LT1

99T
S9TV

[4a 4

65T

6718
8YTL

SYTA
vV
€VTT
6ETA

CETY

€824

6.4

98€1

78ed

{434

6.€4
8LET

eved

beer

0EEN
62V

9CEN

E€TEN

8TEA
LT84
91€d
STEV
¥1ed
€1ed

+

L0gd
90€4

TLYY
0L¥1

TOvY
09%a

t

8C¥S

1

70%1

covd

L6ET
96€V

Ll

06€d
68EA

S¢SL

L1SI

STSN

€TSY

TISL

L0ST

e

8LYM

SL¥D

€LVS

T-complex protein 1 subunit eta

e Molecule 7

7%

8%

40%

Mo < [
¥ eSS 3 & 0
S VR ) S n A

45%

4%
[

Chain O

99D

091

LSN
96s
SSL

€SI

TSI

8€d

sey

€€0

TEN
0€I
62N
8¢S

921

€ei

L1L

CETV

0ETH
6CTA

pXan's
9CTH
SCTI
w211

1218

611D

L1713
9111
STTd

€T

60TH
8071
073
901D

%011
TOTA

00TS
66.L

L69

S6D
76A

T6a
060

€81
8y
08y
6LV

9LA
SLA

cL1

0.1
691

L9V

6811
881S

1 3

98TA

€8TA
2810

6LTA
814

SLTY

TLTI

0471

99T

8¥IL

SYIA
Y
€Y1

6ETH

L0ogd
® 90ed

voelL

€0V

L

6.24

® 6S2A

982N

i

[Gizact
8¢

9%CA

¥9e1
® €%Cs
e
® 1¥%CI

9CTA
§ezs
¥Zed

8TCA
L7129

78ed

28eV

6.€4

SLEL

—
~
)
<

89€D

S9¢ed
€9EN
42198
T9€d

95D

L

€ved

LEEL

veer

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 30

SL¥D

€LVS

TLVV

€TV

TI9V

6071

1

@ 62SS

92ZSN
S2SL

L1SI

STSN

€18V

TISL

L1081
908V

70SI

00SY

867d
L67M
9671

49728

26hd
T67N
067d

L8YN

S8YL
78va

T-complex protein 1 subunit eta

e Molecule 7

3%

7%

10%

83%

Chain g

1

LSTT1
95714

€CTTH
0CTTI

00TTS

980TI
28071
TLOTH
L90TV
Y90TN
€907S
C90TI
8S0Th

CS0TT

9%01d
S701D

+

€VOTL

LEOTD
9€0TA

66ETL

€6€TT

LLETT
9LETT

89€T1D

CT9ETA

9YETT
LEETL
CIETI
SOETH
S8CTA

28CT1

+

98CTIN

08211

YETTA

TETTH

{444}

L

1211

T61TH
06T1a

TLIIN

8CSTH
L8STH

91511

T-complex protein 1 subunit eta

VISTL

COSTA

S67Td

88%TI
L8YIN

6L7TA
8LYTM

8C¥1s

21574571

[454%)

OTPTA

e Molecule 7

80%T1

4%

7%

10%

83%

Chain o

L
+

LSTTT
9ST1d

€CTTH
0CTTI
00TTS
980TI
¢80T.L
TLOTH
L90TV
Y90TN
€90TS
290TI
8S0Th
28011

9%0Td
S%01D

€V0TL

LEOTD
9€0TA

€6ETT

LLETT
9LETT

89€TD

CT9ETA

9YETT

LEETL

+

CIETI

L

SOETH

S8CTA

28CT1

9GCTN

08211

i

YETTN

TETTD

#
"

veeTd

W
+

T-complex protein 1 subunit theta

€111

+

16774
0611d

e Molecule 8

VLIIN

82STH
L2STH

+

9TGTT

YI§TL

COSTA

S6¥%Td

88¥%TI
L8VIN

6LYTA
8LYTIM

8CY1S

51574970

(4545

OT#TA

80%11

66ETI

2%

8%

7%

39%

46%

Chain H

9.a
SL1

TLT
TLH
0LL
69V
89V
1,9a

S9L
P9I
€91

*

¥SI

2SN

ferdl
441

©
=
o

o
o =

[T}
=

S9Td
oI
€9TI
(4131

0971

9STA
SS1d

0STI

921d

very
€218

L

81TI

¥118
ETTA

TTT1

60T

LOTV

€0TA

TOTN
00TL
66D

96

sea
761

L8W

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 31

veTH
€€TT

622N

prad s
9TTN

eeen

L1271

® S§T12

E€TTH

3

88TH
1818
98TA

7814

CTLIX

69718
8918
L9T1

962A
T6CI
88TH
L8TH

£82h

T8zd

N
© © ©
& < o
A<

iciong

oved

6S¥A
8G¥A
PAsicS
9G%4

(42

i)
o470
cvvd
154729
LEVA

PeVI

8C¥I
Leya
9THL

veyd
£THY

T2vd
0Z¥1

ST¥S
¥ivd

60%)
80%A

SO¥A
¥0¥D

664

L6€T
96€d

v6€1
£6EN
26EN
T6€0

@® 68eV
88€D
L8€Y

YESY

TESY

9254

veen
€¢SL

S159

V6VH
€670

067/

88%D
18%d

£8YN
T8YH

8.L¥T

9.¥d
SL¥T
25718
€Lv3

L9¥V

T-complex protein 1 subunit theta

e Molecule 8

8%

J
2
I>

7%

38%

47%

7%

Chain P

S81

€8)
z8A
8Y

6.LH

©
~
a

SL1

S9L

e
el
=1

IlIIcn
©
]

S§SI
Y51

TSN

089

L
*

SEI

3

TeS
0€X

® Sca

<
N
<

910

€11

6d
8N
L0

YoTA
€971
CITH

0971

9GTH
SSTa

0STI

871D

SYIN

A%

® S8EIl
LETA

veTv

TETA

8CTI

9214

eV

€218

8TTI

v118
@ €TIA

TT11

6074

LOTV

€0TA

TOTN
00T.L
669

96
sed
761

L8
98A

[ ]
® VeI
@ €€cTd

6CCN

LezA
® 9TCTH

{444

L1721

1243

E€TTN

L0ZI
90CS

vozA

88TH
L81S
98TA

7814

CLIX

@® 691S
891S
L9T1

S9Td

96CZA

T6cI

88TN
L8TH

3

€82h

08z

+

cLTd

69ZN

® S92A
¥92L
€929

6GCL

s
€9%1
29hL

6S¥A

pAsice
95vd
SSPY

{47

+

Elas]
ev¥D
(4474
7Pl
LEVX

PEVI

8CVI
@ Ltvd
9CHL

744
eTHY

T2vd
(4748

ST¥S
¥1vd

607X
80%A

S0PA

TESY

9284

€251

S189

V6VH
€67

067

88%D
18%d

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V81

Page 32

T-complex protein 1 subunit theta

e Molecule 8

5%

8%

9%

83%

Chain h

18TTS

8L111

€STTH

[ ]
@® O0STTI

LYTTA

9VITA
|
Zaant
|
260Tb
|
L2011
9,010

v.L0T3
|
990TN
|
290TI
|
6%01D
8%0Td
|
CEOTI
|
620TI
82011
220TD
i

STOTH

€T0T1

900Td

9GETH

--

CESTL

YCeTd

CTETN

0CETA

9TETA

YIEIN

+
L

8211

+

L9211

44458

LETTH

-~

F

Y67 TH

® 06%TA

98 1d

78vIA
€87IN

€77

99%TL

09%Td

837 TA
TSHT0
0EVTT
80%TA

06€TL

L

e Molecule 8

98€TT

T-complex protein 1 subunit theta

5%

8%

9%

83%

Chain p

60CTA

L8118
8L1T1
S.113
€STTH
0STTI

LYTTIA
9PTTA

(44991
260Th

1,071
9.01d

VL0113
990TN
290TI

6%0TD
8%0Td

CEOTI
620TI
820TI
L2070

STOTH

€T0T1

@® 9007d

80%TA

06ETL

98€TT

8LETI

€LETY

9G€TA

CSETT

H

$2e1d
| eeena
e zTeET
o TTETT
0ZETA
|
9TETA TESTL
[ gremd |
HIETN Y65 TH
|
° 067 TA
|
° 987 Td
° |8yl
¥8HTA
$8211 ® £8VIN
| |
19211 £.514
|
° 99%TL
° |
° 09%1d
27
BHeT 8SHTA
i
1821 o
..--‘—--
15910
€egTd | |

0EVTT

F
I

O

R LDWIDE
PROTEIN DATA BANK

W



Page 33 Full wwPDB X-ray Structure Validation Report 4V81
4 Data and refinement statistics (i)
Property Value Source
Space group P1 Depositor
Cell constants 159.10A 162.54A 268.10A .
Depositor
a, b, c,a, B, 85.23° 81.15° 61.17°
. 89.95 - 3.80 Depositor
Resolution (4) 89.95 — 3.80 EDS
% Data completeness 91.6 (89.95-3.80) Depositor
(in resolution range) 91.6 (89.95-3.80) EDS
Rinerge (Not available) Depositor
Rsym 0.08 Depositor
<I/o(I)>" 2.18 (at 3.78A) Xtriage
Refinement program PHENIX (phenix.refine) Depositor
R R 0.307 , 0.344 Depositor
7 Phfree 0.310 , 0.342 DCC
Rree test set 10483 reflections (5.00%) wwPDB-VP
Wilson B-factor (A?) 112.3 Xtriage
Anisotropy 0.288 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.28 , 192.9 EDS
L-test for twinning? <|L] > =046, < L* > = 0.28 Xtriage
Estimated twinning fraction 0.024 for -h,-h+k,-1 Xtriage
F,,F. correlation 0.86 EDS
Total number of atoms 111235 wwPDB-VP
Average B, all atoms (A?) 141.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.01% 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.

O RLDWIDE
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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: BEF,
SO4, ADP

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
RMSZ | #|Z| >5 | RMSZ #|Z| >5

0.23 0/3515 0.47 1/4835 (0.0%
0.23 0/3515 0.47 1/4835 (0.0%
0.23 0/3515 0.47 1/4835 (0.0%
0.23 0/3515 0.47 1/4835 (0.0%

<
2

Chain

~ || —

0.26 0/3480 0.49 0/4754
0.26 0/3480 0.49 0/4754
0.26 0/3481 0.49 0/4755
0.26 0/3478 0.49 0/4751
0.23 0/3421 0.46 0/4689
0.23 0/3422 0.46 0/4690
0.23 0/3424 0.46 0/4693
0.23 0/3424 0.46 0/4693

023 | 0/3421 | 0.46 | 2/4683 (0.0%)
023 | 0/3421 | 0.45 | 1/4683 (0.0%)
023 | 0/3421 | 0.45 | 1/4683 (0.0%)
023 | 0/3421 | 0.45 | 1/4683 (0.0%)

0.23 0/3466 0.46 0/4739
0.23 0/3466 0.46 0/4739
0.23 0/3466 0.46 0/4739
0.23 0/3466 0.46 0/4739

026 | 0/3663 | 052 | 1/5008 (0.0%
026 | 0/3660 | 052 | 1/5004 (0.0%
026 | 0/3665 | 052 | 1/5009 (0.0%
0.26 | 0/3661 | 052 | 1/5005 (0.0%

~ ||~ —

O[O CO[OO| [T | J| DD O[O U O UY i i B W W W W DN DN DN ] = =] =
olElglEole | O|QE|—=ZHEB o | Zld—lalt|g = o | R Qe o | T~ | ® | —|

0.23 0/3342 0.46 0/4578
0.23 0/3339 0.45 0/4574
0.23 0/3339 0.45 0/4574
0.23 0/3339 0.45 0/4574
0.22 0/3522 0.42 0/4825
0.22 0/3522 0.42 0/4825
0.22 0/3519 0.42 0/4820
0.22 0/3522 0.42 0/4825
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Bond lengths Bond angles
RMSZ | #|Z| >5 | RMSZ #|Z| >5b
All All 0.24 | 0/111311 | 0.47 | 13/152428 (0.0%)

Mol | Chain

There are no bond length outliers.

All (13) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
1 I 437 | ALA CB-CA-C 8.54 122.92 110.10
1 i 1437 | ALA CB-CA-C 8.53 122.89 110.10
1 A 437 | ALA CB-CA-C 8.53 122.89 110.10
1 a 1437 | ALA CB-CA-C 8.52 122.88 110.10
4 L 350 | VAL N-CA-C -6.53 93.36 111.00
4 d 1350 | VAL N-CA-C -6.53 93.37 111.00
4 1 1350 | VAL N-CA-C -6.53 93.37 111.00
4 D 350 | VAL N-CA-C -6.52 93.41 111.00
6 F 275 | LYS O-C-N -2.79 113.43 122.70
6 n 1275 | LYS O-C-N -5.77 113.47 122.70
6 f 1275 | LYS O-C-N -0.77 113.47 122.70
6 N 275 | LYS O-C-N -0.76 113.49 122.70
4 D 345 | ASP | CB-CG-OD2 | 5.18 122.96 118.30

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3492 0 3026 298 0
1 I 3492 0 3026 291 0
1 a 3492 0 3026 0 0
1 1 3492 0 3026 0 0
2 B 3459 0 3146 476 0
2 J 3459 0 3146 479 0
2 b 3460 0 3148 0 0
2 j 3457 0 3139 0 0
3 C 3392 0 3019 295 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 K 3393 0 3022 272 0
3 c 3395 0 3029 0 0
3 k 3395 0 3029 0 0
4 D 3398 0 3010 337 0
4 L 3398 0 3010 315 0
4 d 3398 0 3010 0 0
4 1 3398 0 3010 0 0
5 B 3437 0 2943 285 0
5 M 3437 0 2943 289 0
) e 3437 0 2943 0 0
) m 3437 0 2943 0 0
6 F 3631 0 3330 640 0
6 N 3628 0 3321 629 0
6 f 3633 0 3333 0 0
6 n 3629 0 3322 0 0
7 G 3317 0 2920 382 0
7 0O 3314 0 2911 375 0
7 g 3314 0 2911 0 0
7 0 3314 0 2911 0 0
8 H 3487 0 3109 296 0
8 P 3487 0 3109 273 0
8 h 3485 0 3103 0 0
8 p 3487 0 3109 0 0
9 A 27 0 11 3 0
9 B 27 0 11 8 0
9 C 27 0 12 7 0
9 D 27 0 11 8 0
9 B 27 0 11 2 0
9 F 27 0 11 6 0
9 G 27 0 11 5 0
9 H 27 0 12 3 0
9 J 27 0 11 5 0
9 L 27 0 11 7 0
9 M 27 0 11 6 0
9 N 27 0 11 6 0
9 P 27 0 12 5 0
9 a 27 0 11 0 0
9 b 27 0 11 0 0
9 e 27 0 12 0 0
9 f 27 0 11 0 0
9 g 27 0 11 0 0
9 h 27 0 12 0 0

Continued on next page...
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Symm-Clashes

H(added) | Clashes

11

11
11
11

12

27
27
27
27
27

Chain | Non-H | H(model)

Mol

10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
10
11

11

11
11
11
11
11
11

12
12
12

12
12

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
12 g 1 0 0 0 0
12 m 1 0 0 0 0
All All 111235 0 98253 9533 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 53.

All (5533) 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)

2:B:4:GLN:HA 2:B:5:ILE:CG1 1.37 1.53
2:J:4:GLN:HA 2:J:5:ILE:CG1 1.37 1.48
6:N:36:ASN:HB3 6:N:57:LYS:NZ 1.28 1.46
6:F:151:LEU:CD1 6:F:175:THR:CG2 1.90 1.46
6:N:151:LEU:CD1 6:N:175:THR:CG2 1.90 1.46
6:N:434:LEU:HD22 6:N:441:LYS:CB 1.45 1.46
8:H:6:PRO:HG3 4:L:71:LEU:.CB 1.43 1.45
6:F:541:LEU:CB 6:F:542:LYS:HA 1.31 1.44
6:F:434:LEU:HD22 6:F:441:LYS:CB 1.45 1.43
6:F:151:LEU:HD13 6:F:175:THR:CG2 0.95 1.43
6:F:36:ASN:HB3 6:F:57:-LYS:NZ 1.28 1.43
7:G:189:LEU:HA 7:G:190:ASP:CB 1.23 1.41
6:N:151:LEU:HD13 | 6:N:175:THR:CG2 0.95 1.41
6:N:541:LEU:CB 6:N:542:LYS:HA 1.30 1.41
6:F:352:GLY:CA 6:F:369:GLU:O 1.70 1.39
6:N:352:GLY:CA 6:N:369:GLU:O 1.70 1.39
7:0:189:LEU:HA 7:0:190:ASP:CB 1.23 1.39
4:D:71:LEU:CB 8:P:6:PRO:HG3 1.51 1.38
6:F:541:LEU:HB2 6:F:542:LYS:CA 1.51 1.37
6:F:117:ILE:CD1 5:M:34:ASP:HA 1.51 1.35
2:J:4:GLN:CA 2:J:5:1ILE:HG12 1.59 1.33
2:B:4:GLN:CA 2:B:5:ILE:HG12 1.59 1.32
6:N:541:LEU:HB2 6:N:542:LYS:CA 1.51 1.31
6:N:151:LEU:CD1 | 6:N:175:THR:HG21 1.54 1.30
6:F:151:LEU:CD1 6:F:175: THR:HG21 1.54 1.29
8:H:6:PRO:CG 4:L:71:LEU:CB 2.10 1.29
7:0:516:LEU:HD22 7:0:516:LEU:C 1.54 1.28
1:A:184:LEU:HD21 | 1:A:198:TYR:CD2 1.67 1.27
1:1:184:LEU:HD21 1:I:198:TYR:CD2 1.67 1.27
1:1:250: ASN:HB2 1:1:300:LYS:CB 1.62 1.27
2:J:361:ALA:N 2:J:362:GLY:HA2 1.31 1.27

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

1:A:250:ASN:HB2 1:A:300:LYS:CB 1.62 1.26
6:F:36:ASN:CB 6:F:57:LYS:HZ3 1.48 1.26
6:F:352:GLY:HA3 6:F:369:GLU:C 1.54 1.25
7:0:235:LYS:HA 7:0:352:PHE:O 1.35 1.25
2:B:361:ALA:N 2:B:362:GLY:HA2 1.31 1.25
7:G:235:LYS:HA 7:G:352:PHE:O 1.35 1.25
6:N:352:GLY:HA3 6:N:369:GLU:C 1.54 1.25
6:N:352:GLY:O 6:N:367:VAL:CG1 1.85 1.25
2:B:463:ILE:O 2:B:467:ILE:CG1 1.85 1.24
6:N:94:VAL:O 6:N:98:VAL:CG2 1.85 1.24
4:D:521:ILE:HA 7:G:50:ASP:O 1.37 1.24
6:F:352:GLY:O 6:F:367:VAL:CG1 1.85 1.23
6:F:151:LEU:CD1 6:F:175: THR:HG23 1.60 1.23
6:F:94:VAL:O 6:F:98:VAL:CG2 1.85 1.23
2:J:463:1ILE:O 2:J:467:ILE:CG1 1.85 1.23
7:0:189:LEU:CA 7:0:190:ASP:CB 2.14 1.23
2:J:463:ILE:O 2:J:467:ILE:HG12 1.05 1.22
2:B:463:ILE:O 2:B:467:ILE:HG12 1.06 1.22
6:F:90:GLY:O 6:F:94:VAL:HG23 1.40 1.22
7:G:516:LEU:HD22 7:G:516:LEU:C 1.54 1.22
1:1:184:LEU:HD21 1:I:198: TYR:CG 1.75 1.21
7:G:189:LEU:CA 7:G:190:ASP:CB 2.14 1.21
4:L:521:ILE:HA 7:0:50:ASP:O 1.37 1.21
1:A:184:LEU:HD21 1:A:198:TYR:CG 1.75 1.20
6:F:478:ASP:O 6:F:482:ASP:CB 1.90 1.20
6:N:478:ASP:O 6:N:482:ASP:CB 1.90 1.19
4:D:71:LEU:CB 8:P:6:PRO:CG 2.20 1.19
4:D:521:1ILE:HD11 7:G:62:ILE:HD11 1.20 1.19
7:G:189:LEU:CA 7:G:190:ASP:HB3 1.71 1.19
6:N:90:GLY:O 6:N:94:VAL:HG23 1.40 1.18
6:N:151:LEU:CD1 | 6:N:175:THR:HG23 1.60 1.18
7:0:189:LEU:CA 7:0:190:ASP:HB3 1.71 1.18
4:1:524:1LE:HA 7:0:52:LEU:O 1.41 1.17
4:1.:524:1LE:HG12 7:0:52:LEU:CB 1.72 1.17
3:C:457:ILE:HD13 | 3:C:467:LEU:HD13 1.26 1.17
2:J:4:GLN:HA 2:J:5:ILE:CB 1.73 1.16
6:N:36:ASN:CB 6:N:57:LYS:HZ3 1.59 1.16
&:H:54:ILE:HG13 8:H:64:ILE:HG12 1.21 1.15
2:B:4:GLN:HA 2:B:5:ILE:CB 1.73 1.15
5:E:273: THR:HG22 5:E:364:PRO:HA 1.29 1.15
6:F:94:VAL:O 6:F:98:VAL:HG23 0.98 1.14

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:1:228:VAL:HG22 1:1:363: GLN:HE22 1.03 1.14
4:D:524:1LE:HG12 7:G:52:LEU:CB 1.77 1.14
4:1:524:1LE:CG1 7:0:52:LEU:HB3 1.77 1.14
7:0:191:ARG:HA 7:0:191:ARG:HE 1.12 1.14
6:F:434:LEU:CD2 6:F:441:LYS:CB 2.26 1.13
6:N:94:VAL:O 6:N:98:VAL:HG23 0.98 1.13
6:N:501:PRO:HB3 6:N:506:1ILE:HB 1.27 1.13
3:C:230:VAL:HG11 3:C:302:SER:OG 1.49 1.13
3:K:230:VAL:HG11 3:K:302:SER:OG 1.49 1.13
5:E:34:ASP:HA 6:N:117:ILE:CD1 1.78 1.12
6:N:434:LEU:CD2 6:N:441:LYS:CB 2.27 1.12
7:G:94:VAL:HG21 | 7:G:502:VAL:HG22 1.17 1.12
1:A:228:VAL:HG22 | 1:A:363:GLN:HE22 1.03 1.12
4:D:520:ARG:O 7:G:49:SER:HB3 1.47 1.12
2:B:200:GLY:HA3 2:B:369:LEU:HD23 1.30 1.12
6:F:166:LEU:O 6:F:167: THR:HG23 1.48 1.12
6:N:478:ASP:O 6:N:482:ASP:HB2 1.47 1.12
7:0:94:VAL:HG21 7:0:502:VAL:HG22 1.17 1.11
6:N:166:LEU:O 6:N:167: THR:HG23 1.48 1.11
8:P:206:SER:HB2 8:P:381: THR:HG22 1.32 1.11
5:M:273:THR:HG22 | 5:M:364:PRO:HA 1.29 1.11
6:N:434:LEU:HD23 6:N:434:LEU:H 0.98 1.11
4:D:521:ILE:CD1 7:G:62:1ILE:HD11 1.79 1.11
6:F:434:LEU:HD23 6:F:434:LEU:H 0.98 1.11
2:J:357:SER:HB3 2:J:360:LYS:CB 1.79 1.11
4:1:521:ILE:HD11 7:0:62:ILE:HD11 1.28 1.11
8:P:54:ILE:HG13 8:P:64:ILE:HG12 1.21 1.11
6:F:274:LEU:HD21 | 6:F:308:VAL:HG11 1.31 1.11
6:N:274:LEU:HD21 | 6:N:308:VAL:HG11 1.31 1.11
6:F:53:ILE:HD12 6:F:53:ILE:O 1.49 1.10
2:B:357:SER:HB3 2:B:360:LYS:CB 1.79 1.10
2:B:422:1LE:HB 2:B:427:SER:HB2 1.28 1.10
6:F:478:ASP:O 6:F:482:ASP:HB2 1.47 1.10
2:J:200:GLY:HA3 2:J:369:LEU:HD23 1.30 1.10
1:A:494:ARG:CB 1:A:495:ARG:CA 2.29 1.10
6:N:143:LEU:HD13 6:N:145:ASN:H 0.94 1.10
2:J:29:VAL:O 2:J:33:VAL:HG22 1.50 1.10
2:B:29:VAL:O 2:B:33:VAL:HG22 1.50 1.09
1:1:494:ARG:CB 1:1:495:ARG:CA 2.30 1.09
6:N:53:ILE:HD12 6:N:53:ILE:O 1.49 1.09
1:A:9:ARG:CB 1:A:10:SER:CA 2.30 1.09

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
6:F:83:GLN:HG3 6:F:94:VAL:HG21 1.32 1.09
6:N:3:LEU:N 6:N:4:GLN:HB2 1.68 1.09
1:1:9:ARG:CB 1:1:10:SER:CA 2.30 1.09
7:G:191:ARG:HA 7:G:191:ARG:HE 1.12 1.09
3:K:457ILE:HD13 | 3:K:467:LEU:HD13 1.26 1.09
2:J:422:1LE:HB 2:J:427:SER:HB2 1.28 1.09
5:M:273:THR:CG2 5:M:364:PRO:HA 1.81 1.09
7:0:189:LEU:HA 7:0:190:ASP:HB2 1.26 1.08
5:E:186: THR:HG21 5:E:528:VAL:O 1.51 1.08
6:F:3:LEU:N 6:F:4:GLN:HB2 1.68 1.08
4:1:521:ILE:HD11 7:0:62:ILE:CD1 1.82 1.08
4:1:521:ILE:CD1 7:0:62:ILE:HD11 1.82 1.08
5:E:273: THR:CG2 5:E:364:PRO:HA 1.81 1.08
3:C:264:GLU:O 3:C:265:LYS:HG3 1.54 1.08
5:M:186:THR:HG21 5:M:528:VAL:O 1.51 1.08
6:N:352:GLY:HA3 6:N:369:GLU:O 0.90 1.08
1:A:90:GLN:HG3 1:A:101:VAL:HG21 1.27 1.08
4:D:521:1LE:HD11 7:G:62:ILE:CD1 1.82 1.08
8:H:206:SER:HB2 | &:H:381:THR:HG22 1.32 1.08
1:1:90:GLN:HG3 1:I:101:VAL:HG21 1.27 1.08
4:D:524:1LE:CG1 7:G:52:LEU:HB3 1.84 1.07
5:E:34:ASP:HA 6:N:117:ILE:HD11 1.11 1.07
4:1.:250:ASN:HA 7:0:259:VAL:HG12 1.35 1.07
6:F:143:LEU:HD13 6:F:145:ASN:H 0.93 1.07
6:F:352:GLY:HA3 6:F:369:GLU:O 0.90 1.07
6:F:539:SER:HB3 6:F:542:LYS:HD2 1.37 1.07
8:H:237:LYS:HB3 8:H:314:ASN:CB 1.84 1.07
2:J:242:LYS:NZ 2:J:247:GLY:O 1.86 1.07
4:D:72:HIS:HB2 4:D:75:ALA:HB3 1.35 1.07
6:F:501:PRO:HB3 6:F:506:ILE:HB 1.27 1.07
7:G:189:LEU:HA 7:G:190:ASP:HB2 1.26 1.07
6:N:539:SER:HB3 6:N:542:LYS:HD2 1.37 1.07
8:P:237:LYS:HB3 8:P:314:ASN:CB 1.85 1.07
1:A:93:GLU:CB 1:A:94:ILE:HD12 1.86 1.06
2:B:5:ILE:O 3:C:71:ALA:N 1.87 1.06
7:G:188:SER:O 7:G:190:ASP:HB2 1.54 1.06
8:H:482:HIS:O 8:H:484:VAL:N 1.89 1.06
2:B:242:LYS:NZ 2:B:247:GLY:O 1.86 1.06
6:F:489:VAL:O 6:F:490:GLY:O 1.72 1.06
6:N:83:GLN:HG3 6:N:94:VAL:HG21 1.32 1.06
1:1:93:GLU:CB 1:1:94:.1LE:HD12 1.85 1.06

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:B:513:ASN:O 2:B:514:1ILE:HD13 1.56 1.05
6:N:489:VAL:O 6:N:490:GLY:O 1.72 1.05
1:A:9:ARG:CB 1:A:10:SER:HA 1.84 1.05
6:N:430:ASN:HA 6:N:433:LYS:HG2 1.05 1.05
7:0:188:SER:O 7:0:190:ASP:HB2 1.54 1.05
8:P:482:HIS:O 8:P:484:VAL:N 1.89 1.05
1:A:517:VAL:O 1:A:518:LEU:HG 1.56 1.05
6:F:133:LEU:HD12 | 6:F:422:LEU:HD21 1.37 1.05
6:F:430:ASN:HA 6:F:433:LYS:HG2 1.05 1.05
1:1:9:ARG:CB 1:1:10:SER:HA 1.83 1.05
6:F:434:LEU:HD23 6:F:434:LEU:N 1.62 1.04
8:H:243:LYS:O 8:H:244:LYS:HG2 1.57 1.04
1:1:494:ARG:CB 1:1:495:ARG:HA 1.87 1.04
6:F:430:ASN:HA 6:F:433:LYS:CG 1.86 1.04
8:P:237:LYS:HB3 8:P:314:ASN:HB2 1.39 1.04
7:G:226:TYR:CD1 7:G:229:PHE:O 2.10 1.04
1:I:517:VAL:O 1:I:518:LEU:HG 1.56 1.04
2:J:513:ASN:O 2:J:514:1LE:HD13 1.56 1.04
3:K:264:GLU:O 3:K:265:LYS:HG3 1.54 1.04
4:1.:520:ARG:O 7:0:49:SER:HB3 1.57 1.04
8:H:237:-LYS:HB3 8:H:314:ASN:HB2 1.39 1.04
6:N:430:ASN:HA 6:N:433:LYS:CG 1.86 1.04
5:M:401: THR:O 5:M:402:LYS:HE2 1.58 1.04
6:N:5:LEU:HA 6:N:6:LEU:CB 1.86 1.03
6:N:430:ASN:O 6:N:433:LYS:HB2 1.55 1.03
8:P:243:LYS:O 8:P:244:LYS:HG2 1.57 1.03
6:F:5:LEU:HA 6:F:6:LEU:CB 1.86 1.03
3:K:302:SER:O 3:K:303:ASP:HB2 1.59 1.03
5:M:184:ALA:O 5:M:188:LEU:N 1.91 1.03
1:A:494:ARG:CB 1:A:495:ARG:HA 1.86 1.03
4:D:524:1LE:HA 7:G:52:LEU:O 1.56 1.03
2:B:361:ALA:N 2:B:362:GLY:CA 2.22 1.03
6:F:430:ASN:O 6:F:433:LYS:HB2 1.55 1.03
4:L:72:HIS:HB2 4:1.:75:ALA:HB3 1.35 1.03
6:N:434:LEU:HD23 6:N:434:LEU:N 1.62 1.03
2:B:142: ASN:HB2 2:B:143:SER:HA 1.41 1.03
6:F:2:SER:C 6:F:4:GLN:HB2 1.77 1.03
7:0:226:TYR:CD1 7:0:229:PHE:O 2.10 1.03
5:E:401: THR:O 5:E:402:LYS:HE2 1.58 1.02
6:N:2:SER:C 6:N:4:GLN:HB2 1.77 1.02
5:E:350:GLU:O 5:E:352:GLU:N 1.92 1.02
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:228:VAL:HG22 1:1:363: GLN:NE2 1.75 1.02
5:M:350:GLU:O 5:M:352:GLU:N 1.92 1.02
6:N:133:LEU:HD12 | 6:N:422:LEU:HD21 1.37 1.02
6:F:158:LEU:HD12 6:F:158:LEU:O 1.60 1.02
2:J:361:ALA:N 2:J:362:GLY:CA 2.22 1.01
6:N:352:GLY:O 6:N:367:VAL:HG13 1.57 1.01
1:A:228:VAL:HG22 1:A:363:GLN:NE2 1.75 1.01
5:E:184:ALA:O 5:E:188:LEU:N 1.91 1.01
6:F:352:GLY:O 6:F:367:VAL:HG13 1.57 1.01
7:G:42:PRO:O 7:G:48:GLY:HA2 1.59 1.01
6:F:167:THR:HB 6:F:169:VAL:N 1.76 1.00
6:N:158:LEU:HD12 6:N:158:LEU:O 1.60 1.00
6:N:167:THR:HB 6:N:169:VAL:N 1.76 1.00
3:C:298:GLU:C 3:C:319:ARG:CB 2.30 1.00
3:C:234:MET:HB3 | 3:C:310:LEU:HD22 1.44 1.00
2:J:4:GLN:CA 2:J:5:ILE:HG23 1.91 1.00
4:1.:134:ILE:HD11 4:1:424:ARG:HD3 1.41 1.00
3:K:298:GLU:C 3:K:319:ARG:CB 2.30 1.00
6:N:143:LEU:HD13 6:N:145:ASN:N 1.76 1.00
7:0:42:PRO:O 7:0:48:GLY:HA2 1.59 0.99
6:F:434:LEU:HA 6:F:441:LYS:CB 1.93 0.99
2:B:4:GLN:CA 2:B:5:1LE:HG23 1.91 0.99
6:F:143:LEU:HD13 6:F:145:ASN:N 1.75 0.99
6:F:434:LEU:O 6:F:438:GLY:N 1.95 0.99
6:N:434:LEU:HA 6:N:441:LYS:CB 1.92 0.99
6:F:540: THR:O 6:F:542:LYS:HG2 1.62 0.99
1:1:9:ARG:CB 1:1:10:SER.:C 2.31 0.99
6:N:434:LEU:O 6:N:438:GLY:N 1.95 0.99
7:0:516:LEU:HD13 | 7:0:517:ILE:HG12 1.44 0.99
3:C:302:SER:O 3:C:303:ASP:HB2 1.59 0.99
2:J:142: ASN:HB2 2:J:143:SER:HA 1.41 0.99
2:B:490:SER:O 2:B:493:LEU:HG 1.63 0.99
6:F:16:ASP:HA 6:F:19:LEU:HD12 1.44 0.99
7:G:516:LEU:HD13 | 7:G:517:ILE:HG12 1.44 0.98
2:J:490:SER:O 2:J:493:LEU:HG 1.63 0.98
7:0:516:LEU:C 7:0:516:LEU:CD2 2.30 0.98
1:A:9:ARG:CB 1:A:10:SER:C 2.31 0.98
4:D:70:ILE:O 4:D:70:ILE:HG12 1.63 0.98
3:K:265:LYS:NZ 3:K:268:ASP:HB3 1.79 0.98
8:H:423:ALA:HA 9:H:601:ADP:H2’ 1.45 0.98
6:N:540: THR:O 6:N:542:LYS:HG2 1.62 0.98
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Atom-1 Atom-2 distance (A) overlap (A)
8:H:124:ALA:O 8:H:128:1ILE:HG13 1.63 0.98
4:D:134:ILE:HD11 4:D:424:ARG:HD3 1.41 0.98
6:F:540: THR.:C 6:F:541:LEU:HD22 1.84 0.98
2:J:8:ASP:HB3 2:J:9:GLN:HA 1.43 0.98
2:B:8:ASP:HB3 2:B:9:GLN:HA 1.43 0.97
2:J:260: GLN:HA 2:J:263:LYS:HD2 1.46 0.97
6:N:540:THR.:C 6:N:541:LEU:HD22 1.84 0.97
3:C:265:LYS:NZ 3:C:268:ASP:HB3 1.79 0.97
4:1:524:1LE:CA 7:0:52:LEU:O 2.12 0.97
7:0:516:LEU:CD1 7:0:517:ILE:HG12 1.94 0.97
6:N:3:LEU:HD12 6:N:5:LEU:HD23 1.46 0.97
4:1:70:ILE:O 4:L:70:ILE:HG12 1.63 0.97
2:B:260:GLN:HA 2:B:263:LYS:HD2 1.46 0.97
7:G:94:VAL:CG2 7:G:502:VAL:HG22 1.93 0.97
6:F:43:LEU:HD23 6:F:57:LYS:HB2 1.44 0.97
6:N:16:ASP:HA 6:N:19:LEU:HD12 1.44 0.97
6:F:117:ILE:HD11 5:M:34:ASP:CA 1.93 0.97
6:F:434:LEU:CA 6:F:441:LYS:CB 2.43 0.97
3:K:234:MET:HB3 | 3:K:310:LEU:HD22 1.44 0.97
3:K:298:GLU:O 3:K:319:ARG:CB 2.13 0.97
1:A:184:LEU:CD2 1:A:198:TYR:CD2 2.49 0.96
2:J:202:LYS:O 2:J:370:ARG:HA 1.64 0.96
2:B:202:LYS:O 2:B:370:ARG:HA 1.64 0.96
2:J:4:GLN:CA 2:J:5:ILE:CG1 2.30 0.96
5:M:88:ALA:HB2 5:M:119:-THR:HB 1.46 0.96
7:0:94:VAL:CG2 7:0:502:VAL:HG22 1.93 0.96
5:E:88:ALA:HB2 5:E:119:.THR:HB 1.46 0.96
6:N:434:LEU:CA 6:N:441:LYS:CB 2.43 0.96
4:D:254:VAL:HG22 &:H:265:VAL:HA 1.47 0.96
7:G:43: THR:HG22 7:G:64:ASN:HB3 1.45 0.96
5:M:66:GLY:H 9:M:601:ADP:H5’1 1.30 0.96
2:J:514:1LE:HD12 3:K:47-MET:HB3 1.48 0.96
3:K:269: TRP:HH?2 6:N:248:ASN:H 0.97 0.96
6:N:154:ALA:CB 6:N:402:VAL:HG23 1.96 0.96
3:C:298:GLU:O 3:C:319:ARG:CB 2.13 0.96
6:F:154:ALA:CB 6:F:402:VAL:HG23 1.96 0.96
7:G:516:LEU:CD1 7:G:517:ILE:HG12 1.94 0.96
6:F:117:ILE:CD1 5:M:34:ASP:CA 2.43 0.95
6:F:117:ILE:HD11 5:M:34:ASP:HA 0.97 0.95
7:0:90:GLN:HG3 7:0:101:VAL:HG21 1.48 0.95
8:P:124:ALA:O 8:P:128.1LE:HG13 1.63 0.95
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6:F:3:LEU:HD12 6:F:5:LEU:HD23 1.46 0.95
6:F:43:LEU:CD2 6:F:57:LYS:HB2 1.96 0.95
6:N:36:ASN:CB 6:N:57:LYS:NZ 2.24 0.95
1:A:494:ARG:CB 1:A:495:ARG:C 2.35 0.95
1:1:184:LEU:CD2 1:I:198:TYR:CD2 2.49 0.95
4:D:521:1LE:CA 7:G:50:ASP:O 2.14 0.95
1:1:494:ARG:CB 1:1:495:ARG:C 2.35 0.95
7:0:235:LYS:CA 7:0:352:PHE:O 2.15 0.95
7:0:43: THR:HG22 7:0:64:ASN:HB3 1.45 0.94
6:N:541:LEU:CB 6:N:542:LYS:CA 2.22 0.94
6:F:465:ASP:HA 6:F:466:PRO:C 1.88 0.94
2:J:263:LYS:NZ 3:K:266:GLU:HB3 1.81 0.94
3:C:335:THR:HB 8:H:237:LYS:HE2 1.48 0.94
5:E:253:GLN:CB 5:E:254:MET:CB 2.46 0.94
8:H:316:TYR:H 8:H:316:TYR:HD2 1.15 0.94
5:M:253:GLN:CB 5:M:254:MET:CB 2.46 0.94
6:N:465:ASP:HA 6:N:466:PRO:C 1.88 0.94
8:P:316:TYR:H 8:P:316:TYR:HD2 1.15 0.94
5:M:107:LEU:HD22 5:M:544:LEU:HG 1.49 0.94
1:A:494:ARG:CB 1:A:496:SER:N 2.30 0.94
4:D:523:ASP:O 7:G:51:ILE:HG23 1.67 0.94
2:J:70:ASP:HB2 6:N:5:LEU:HD22 1.49 0.94
6:F:420:ILE:CG2 6:F:482:ASP:OD1 2.15 0.94
1:1:494:ARG:CB 1:1:496:SER:N 2.30 0.94
7:G:235:LYS:CA 7:G:352:PHE:O 2.15 0.93
7:G:516:LEU:C 7:G:516:LEU:CD2 2.30 0.93
8:H:237:LYS:CB 8:H:314:ASN:HB3 1.98 0.93
7:0:191:ARG:NE 7:0:192:ASN:H 1.65 0.93
6:N:420:1LE:CG2 6:N:482:ASP:OD1 2.15 0.93
2:B:4:GLN:CA 2:B:5:ILE:CG1 2.30 0.93
7:G:516:LEU:HD22 7:G:517:ILE:N 1.83 0.93
2:J:251:LYS:H 6:N:251:PHE:HA 1.32 0.93
6:N:434:LEU:CD2 6:N:434:LEU:N 2.30 0.93
2:J:127:ALA:HB2 2:J:430:VAL:HG22 1.51 0.93
3:K:57:LEU:HD23 3:K:57:LEU:N 1.83 0.93
7:0:513:ALA:O 7:0:516:LEU:HD13 1.68 0.93
8:P:237:LYS:CB 8:P:314:ASN:HB3 1.98 0.93
2:B:459:LEU:HD22 2:B:472:LEU:HG 1.51 0.93
3:C:42:LYS:CB 3:C:460:ALA:HA 1.98 0.93
4:D:524:.1LE:-HG12 7:G:52:LEU:HB3 0.94 0.93
3:K:42:LYS:CB 3:K:460:ALA:HA 1.98 0.93
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1:A:433:LEU:O 1:A:437:ALA:N 2.01 0.93
6:F:424:ARG:HA 6:F:424:ARG:HE 1.33 0.93
6:F:434:LEU:CD2 6:F:434:LEU:N 2.30 0.93
6:N:53:ILE:HD12 6:N:53:ILE:C 1.89 0.93
7:G:471:ALA:O 7:G:475:GLY:CA 2.17 0.93
7:G:513:ALA:O 7:G:516:LEU:HD13 1.68 0.93
6:F:195:GLU:HB3 | 6:F:377.THR:HG22 1.51 0.93
6:F:409:LYS:H 6:F:409:LYS:HD3 1.34 0.93
2:J:459:LEU:HD22 2:J:472:LEU:HG 1.51 0.93
7:G:191:ARG:NE 7:G:192:ASN:H 1.65 0.92
3:C:57:LEU:HD23 3:C:57:LEU:N 1.83 0.92
1:1:350:PHE:HE2 1:1:354:TYR:HB2 1.34 0.92
1:1:433:LEU:O 1:1:437:ALA:N 2.01 0.92
4:1.:523:ASP:O 7:0:51:1ILE:HG23 1.69 0.92
2:B:442:THR:HG23 | 2:B:452:SER:HB2 1.50 0.92
4:1.:210:ILE:HB 4:1.:376:SER:O 1.69 0.92
6:N:409:LYS:H 6:N:409:LYS:HD3 1.34 0.92
6:N:424:ARG:HE 6:N:424:ARG:HA 1.33 0.92
7:0:471:ALA:O 7:0:475:GLY:N 2.02 0.92
6:F:434:LEU:.CD2 6:F:434:LEU:H 1.80 0.92
2:J:442: THR:HG23 2:J:452:SER:HB2 1.50 0.92
7:0:516:LEU:HD22 7:0:517:ILE:N 1.83 0.92
6:F:541:LEU:CB 6:F:542:LYS:CA 2.22 0.92
4:D:254:VAL:HG11 4:D:260:MET:SD 2.09 0.92
5:E:107:LEU:HD22 5:E:544:LEU:HG 1.49 0.92
4:1:254:VAL:HG11 4:1:260:MET:SD 2.09 0.92
7:G:90:GLN:HG3 7:G:101:VAL:HG21 1.48 0.92
8:H:209:VAL:HG22 | 8:H:386:LEU:HD11 1.52 0.92
6:N:195:GLU:HB3 | 6:N:377:THR:HG22 1.51 0.92
7:0:471:ALA:O 7:0:475:GLY:CA 2.17 0.92
1:A:228:VAL:CG2 1:A:363:GLN:HE22 1.82 0.91
1:A:250:ASN:CB 1:A:300:LYS:CB 2.47 0.91
6:F:53:ILE:HD12 6:F:53:ILE:C 1.89 0.91
2:B:21:SER:HG 1:I:8:SER:N 1.67 0.91
2:B:127:ALA:HB2 2:B:430:VAL:HG22 1.51 0.91
1:1:228:VAL:CG2 1:1:363:GLN:HE22 1.82 0.91
5:E:166:ASP:N 5:E:167:ASP:HB2 1.86 0.91
4:D:210:ILE:HB 4:D:376:SER:O 1.69 0.91
6:N:36:ASN:HB3 6:N:57:LYS:HZ1 1.29 0.91
6:N:151:LEU:HD13 | 6:N:175:THR:HG23 0.91 0.91
7:G:471:ALA:O 7:G:475:GLY:N 2.02 0.91

Continued on next page...




Page 47

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:1:250:ASN:CB 1:1:300:LYS:CB 2.47 0.91
2:J:3:VAL:O 2:J:5:ILE:HG21 1.71 0.91
2:B:27:ILE:HD12 2:B:104:ARG:HH11 1.36 0.91
2:B:29:VAL:O 2:B:33:VAL:CG2 2.19 0.91
2:J:27:ILE:HD12 2:J:104:ARG:HH11 1.36 0.91
4:L:521:ILE:CA 7:0:50:ASP:O 2.18 0.91
8:H:113:VAL:HG12 | 8:H:451:GLN:HG3 1.53 0.91
6:F:159:LEU:HA 6:F:164:ALA:CB 2.01 0.90
6:N:434:LEU:N 6:N:441:LYS:CB 2.34 0.90
2:J:422:1LE:CG2 2:J:427:SER:HB3 2.02 0.90
3:C:264:GLU:C 3:C:265:LYS:HG3 1.91 0.90
2:B:3:VAL:O 2:B:5:ILE:HG21 1.71 0.90
7:G:191:ARG:HA 7:G:191:ARG:NE 1.85 0.90
8:P:237:LYS:CB 8:P:314:ASN:CB 2.49 0.90
6:F:209:PHE:HE2 6:F:376:CYS:HG 0.92 0.90
8:H:463:LEU:O 8:H:466: THR:0G1 1.87 0.90
6:N:354:VAL:HG13 | 6:N:367:VAL:HG22 1.53 0.90
7:0:316:GLY:O 7:0:317:ARG:HB3 1.71 0.90
1:A:350:PHE:HE2 1:A:354:TYR:HB2 1.34 0.90
6:N:159:LEU:HA 6:N:164:ALA:CB 2.01 0.90
2:B:3:VAL:O 2:B:5:ILE:HD13 1.72 0.90
6:F:434:LEU:N 6:F:441:LYS:CB 2.34 0.90
&:P:463:LEU:O 8:P:466: THR:0G1 1.87 0.90
3:C:265:LYS:HZ3 3:C:268:ASP:HB3 1.35 0.89
6:F:109:ILE:HG13 5:M:39:LYS:HZ3 1.35 0.89
6:F:354:VAL:HG13 | 6:F:367:VAL:HG22 1.53 0.89
2:J:70:ASP:CB 6:N:5:LEU:HD22 2.02 0.89
5:M:32:VAL:HG22 5:M:33:LYS:H 1.34 0.89
5:M:166:ASP:N 5:M:167:ASP:HB2 1.85 0.89
7:0:191:ARG:HA 7:0:191:ARG:NE 1.85 0.89
8:P:209:VAL:HG22 | &8:P:386:LEU:HD11 1.52 0.89
2:B:422:ILE:CG2 2:B:427:SER:HB3 2.02 0.89
3:K:41:PRO:HA 3:K:161:THR:CG2 2.02 0.89
2:B:4:GLN:HA 2:B:5:ILE:HG12 0.90 0.89
6:F:151:LEU:HD13 | 6:F:175:THR:HG23 0.91 0.89
2:J:29:VAL:O 2:J:33:VAL:CG2 2.19 0.89
1:A:156:LEU:HD13 | 1:A:185:LEU:HD11 1.54 0.89
7:G:316:GLY:O 7:G:317:ARG:HB3 1.71 0.89
8:H:6:PRO:CB 4:L:71:LEU:CB 2.51 0.89
3:C:41:PRO:HA 3:C:161:THR:CG2 2.02 0.89
4:1L:521:ILE:CG1 7:0:62:ILE:HD11 2.01 0.89
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2:B:242:LYS:CE 2:B:247:GLY:H 1.86 0.89
2:B:72:PRO:HB3 3:C:47:MET:HE3 1.55 0.89
6:F:452:LEU:C 6:F:455:PRO:HD2 1.93 0.89
6:N:83:GLN:CG 6:N:94:VAL:HG21 2.02 0.89
&:P:113:VAL:HG12 8:P:451:GLN:HG3 1.54 0.88
1:1:90:GLN:CG 1:I:101:VAL:HG21 2.03 0.88
2:J:3:VAL:O 2:J:5:ILE:HD13 1.72 0.88
6:N:430:ASN:CA 6:N:433:LYS:HG2 2.00 0.88
5:E:174:GLU:O 5:E:175:LEU:HG 1.74 0.88
2:J:242:LYS:CE 2:J:247:GLY:H 1.86 0.88
6:N:143:LEU:CD1 6:N:145:ASN:H 1.85 0.88
8:P:6:PRO:HB2 8:P:7:GLN:HG3 1.55 0.88
8:H:388:GLY:HA3 8:H:394:LEU:HD21 1.53 0.88
1:1:350:PHE:CE2 1:1:354:TYR:HB2 2.09 0.88
2:J:4:GLN:HA 2:J:5:1LE:HG12 0.89 0.88
6:N:452:LEU:C 6:N:455:PRO:HD2 1.93 0.88
6:F:83:GLN:CG 6:F:94:VAL:HG21 2.02 0.88
5:M:173:ASP:HB3 5:M:437:SER:CB 2.04 0.88
5:E:32:VAL:HG22 5:E:33:LYS:H 1.34 0.88
3:K:265:LYS:HZ3 3:K:268:ASP:HB3 1.34 0.88
6:N:209:PHE:HE2 6:N:376:CYS:HG 0.92 0.88
1:A:90:GLN:CG 1:A:101:VAL:HG21 2.03 0.88
5:M:174:GLU:O 5:M:175:LEU:HG 1.74 0.88
5:E:320:VAL:HG22 5:E:341:PRO:HD2 1.56 0.88
8:H:237:LYS:CB 8:H:314:ASN:CB 2.49 0.88
6:N:330:LEU:HD12 6:N:375:SER:HB3 1.57 0.88
6:N:541:LEU:HB3 6:N:542:LYS:HA 1.56 0.88
2:B:514:1LE:HD12 3:C:47:MET:HB3 1.56 0.87
6:F:330:LEU:HD12 6:F:375:SER:HB3 1.56 0.87
7:G:188:SER:C 7:G:190:ASP:HB2 1.95 0.87
1:1:156:LEU:HD13 1:I1:185:LEU:HD11 1.54 0.87
2:B:474:LEU:HG 9:B:601:ADP:C2 2.09 0.87
3:C:230:VAL:CG1 3:C:302:SER:OG 2.22 0.87
3:K:230:VAL:CG1 3:K:302:SER:OG 2.22 0.87
3:K:269: TRP:CZ3 6:N:247:VAL:HB 2.09 0.87
3:C:329:ALA:HB1 3:C:334:ALA:O 1.73 0.87
6:F:430:ASN:CA 6:F:433:LYS:HG2 2.00 0.87
7:0:188:SER:C 7:0:190:ASP:HB2 1.95 0.87
2:J:285:1LE:HD11 2:J:289:LEU:HD23 1.56 0.87
6:N:362:GLU:HG2 6:N:364:PHE:CE2 2.10 0.87
6:F:38:GLY:H 9:F:601:ADP:H5’1 1.36 0.87
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7:G:43: THR:CG2 7:G:64:ASN:HB3 2.05 0.87
5:E:173:ASP:HB3 5:E:437:SER:CB 2.04 0.87
7:0:170:LEU:HD23 7:0:170:LEU:O 1.75 0.87
1:A:350:PHE:CE2 1:A:354:TYR:HB2 2.09 0.86
2:B:285:ILE:HD11 2:B:289:LEU:HD23 1.56 0.86
8:H:204:VAL:HG13 | 8:H:405:VAL:HG12 1.57 0.86
6:N:5:LEU:HA 6:N:6:LEU:HB3 1.57 0.86
6:N:5:LEU:HB2 6:N:6:LEU:O 1.75 0.86
7:0:43: THR:CG2 7:0:64:ASN:HB3 2.05 0.86
6:F:143:LEU:CD1 6:F:145:ASN:H 1.85 0.86
3:K:15:THR:O 3:K:16: THR:O 1.93 0.86
8:P:388:GLY:HA3 8:P:394:LEU:HD21 1.54 0.86
6:F:362:GLU:HG2 6:F:364:PHE:CE2 2.10 0.86
2:J:208:LEU:HD13 | 2:J:366:THR:HG22 1.56 0.86
6:F:117:1ILE:HG12 5:M:33:LYS:HE2 1.56 0.86
3:K:264:GLU:C 3:K:265:LYS:HG3 1.91 0.86
7:0:148:THR:O 7:0:149:SER:HB3 1.75 0.86
3:C:129:LEU:HG 3:C:514:ILE:HG21 1.57 0.86
3:K:129:LEU:HG 3:K:514:ILE:HG21 1.57 0.86
8:P:24:ALA:HA 8:P:531:ALA:O 1.76 0.86
6:F:154:ALA:CB 6:F:402:VAL:CG2 2.54 0.86
6:F:411:1LE:HG22 6:F:412:1LE:H 1.39 0.86
8:H:6:PRO:HB2 8:H:7:GLN:HG3 1.55 0.86
5:E:401: THR:C 5:E:402:LYS:HG3 1.96 0.85
6:F:151:LEU:HD13 | 6:F:175:THR:HG21 0.86 0.85
6:F:541:LEU:HB3 6:F:542:LYS:HA 1.56 0.85
5:M:320:VAL:HG22 | 5:M:341:PRO:HD2 1.56 0.85
6:N:411:1ILE:HG22 6:N:412:1LE:H 1.39 0.85
3:C:15:THR:O 3:C:16:THR:O 1.93 0.85
5:E:166:ASP:CA 5:E:167:ASP:HB2 2.06 0.85
6:F:5:LEU:HA 6:F:6:LEU:HB3 1.57 0.85
7:G:516:LEU:HD22 7:G:516:LEU:O 1.76 0.85
3:K:329:ALA:HB1 3:K:334:ALA:O 1.73 0.85
4:1:72:HIS:CB 4:1.:75:ALA:HB3 2.05 0.85
4:1.:185:ASN:N 4:1.:186:SER:C 2.30 0.85
6:F:5:LEU:HB2 6:F:6:LEU:O 1.75 0.85
7:G:189:LEU:HD12 7:G:189:LEU:O 1.77 0.85
2:J:208:LEU:HD11 2:J:364:ALA:HB1 1.59 0.85
6:N:154:ALA:CB 6:N:402:VAL:CG2 2.54 0.85
6:N:243:GLU:OE2 6:N:243:GLU:HA 1.76 0.85
4:D:520:ARG:O 7:G:49:SER:CB 2.23 0.85
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:185:ASN:N 4:D:186:SER:C 2.30 0.85
2:B:208:LEU:HD11 2:B:364:ALA:HB1 1.59 0.85
2:B:211:GLY:HA3 2:B:355:LYS:0O 1.77 0.85
2:B:245:1LE:O 2:B:246:PHE:CD2 2.30 0.85
2:B:422:ILE:CB 2:B:427:SER:HB2 2.07 0.85
4:D:72:HIS:CB 4:D:75:ALA:HB3 2.05 0.85
7:G:148: THR:O 7:G:149:SER:HB3 1.75 0.85
6:N:75:LEU:HD13 | 6:N:527:LEU:HD21 1.59 0.85
1:A:88:GLN:O 1:A:92:ARG:HD2 1.76 0.85
6:N:151:LEU:HD13 | 6:N:175:THR:HG21 0.86 0.85
6:N:224:MET:HE1 6:N:316:ALA:H 1.42 0.85
1:A:93:GLU:CB 1:A:94:ILE:CD1 2.55 0.85
2:J:422:1LE:CB 2:J:427:SER:HB2 2.07 0.85
8:H:24:ALA:HA 8:H:531:ALA:O 1.76 0.85
8:H:346:ALA:N 8:H:347:PRO:HD3 1.92 0.85
2:J:72:PRO:O 2:J:76:VAL:HG23 1.76 0.85
2:B:72:PRO:O 2:B:76:VAL:HG23 1.76 0.84
5:E:104:LEU:HD21 | 5:E:123:VAL:HG13 1.58 0.84
4:1:285:VAL:HA 4:1:311:MET:O 1.78 0.84
5:M:166:ASP:CA 5:M:167:ASP:HB2 2.07 0.84
8:P:204:VAL:HG13 | 8:P:405:VAL:HG12 1.57 0.84
7:0:189:LEU:HD12 7:0:189:LEU:O 1.77 0.84
7:0:516:LEU:HD22 7:0:516:LEU:O 1.76 0.84
4:D:330:CYS:CB 4:D:345:ASP:OD1 2.25 0.84
4:L:521:ILE:CD1 7:0:62:ILE:CD1 2.48 0.84
6:F:75:LEU:HD13 6:F:527:LEU:HD21 1.59 0.84
2:J:245:1LE:O 2:J:246:PHE:CD2 2.30 0.84
6:N:3:LEU:N 6:N:4:GLN:CB 2.41 0.84
7:0:109:MET:CG | 7:0:514:THR:HG22 2.08 0.84
7:0:189:LEU:.CA 7:0:190:ASP:HB2 1.94 0.84
4:D:330:CYS:CB 4:D:345:ASP:CG 2.45 0.84
7:G:170:LEU:HD23 7:G:170:LEU:O 1.75 0.84
1:1:158:ASN:HB3 1:1:516:GLY:O 1.77 0.84
1:1:88:GLN:O 1:1:92: ARG:HD2 1.76 0.84
7:0:186:VAL:HG21 7:0:400:VAL:CG2 2.08 0.84
4:D:250:ASN:HA 7:G:259:VAL:HG12 1.60 0.84
4:D:285:VAL:HA 4:D:311:MET:O 1.78 0.84
6:N:424:ARG:HG2 6:N:483:SER:HA 1.60 0.84
4:D:71:LEU:CB 8:P:6:PRO:CB 2.55 0.84
6:F:36:ASN:HB3 6:F:57:LYS:HZ1 1.41 0.84
1:1:93:GLU:CB 1:1:94.1LE:CD1 2.54 0.84
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:329:PHE:C 2:B:329:PHE:CD2 2.51 0.84
6:F:35:THR:HG22 6:F:42: THR:O 1.78 0.84
4:1.:524:1LE:HG12 7:0:52:LEU:HB3 0.87 0.84
4:D:185:ASN:CB 4:D:186:SER:HB2 2.08 0.83
4:D:524:1LE:CA 7:G:52:LEU:O 2.24 0.83
2:J:361:ALA:H 2:J:362: GLY:HA2 1.01 0.83
5:M:104:LEU:HD21 | 5:M:123:VAL:HG13 1.58 0.83
5:M:401:THR:C 5:M:402:LYS:HG3 1.97 0.83
6:N:415:ALA:HB2 6:N:506:1LE:HG21 1.57 0.83
2:B:88:VAL:HG13 2:B:393:GLN:HE22 1.43 0.83
5:E:84: THR:HG22 5:E:86:ASP:H 1.42 0.83
6:F:3:LEU:N 6:F:4:GLN:CB 2.41 0.83
7:G:109:MET:CG 7:G:514: THR:HG22 2.08 0.83
7:0:94:VAL:HG21 7:0:502:VAL:CG2 2.06 0.83
4:1:151:VAL:HG22 | 4:L:175:VAL:HG21 1.58 0.83
2:B:320:VAL:HG21 2:B:337:LEU:CB 2.09 0.83
4:D:254:VAL:HG21 | 8:H:265:VAL:HG22 1.60 0.83
6:F:539:SER:CB 6:F:542:LYS:HD2 2.09 0.83
8:P:346:ALA:N 8:P:347:PRO:HD3 1.92 0.83
1:A:264:ILE:HD11 | 7:G:259:VAL:HG23 1.61 0.83
7:G:186:VAL:HG21 7:G:400:VAL:CG2 2.08 0.83
6:N:56: THR:HB 6:N:390:GLN:NE2 1.94 0.83
6:N:382:GLY:HA3 | 6:N:383:LEU:HD21 1.61 0.83
6:N:35: THR:HG22 6:N:42:THR:O 1.78 0.83
3:K:430:LYS:O 3:K:433:GLN:HG3 1.78 0.83
6:N:539:SER:CB 6:N:542:LYS:HD2 2.09 0.83
7:G:186:VAL:HG21 | 7:G:400:VAL:HG21 1.59 0.83
7:0:175:ALA:O 7:0:179:VAL:HG23 1.79 0.83
2:B:37:LEU:HA 9:B:601:ADP:H5’1 1.61 0.83
6:F:243:GLU:OE2 6:F:243:GLU:HA 1.76 0.83
6:F:415:ALA:HB2 6:F:506:ILE:HG21 1.58 0.83
5:M:84: THR:HG22 5:M:86:ASP:H 1.42 0.83
7:0:189:LEU:HA 7:0:190:ASP:HB3 0.83 0.83
4:D:521:1ILE:CD1 7:G:62:ILE:CD1 2.50 0.82
7:G:175:ALA:O 7:G:179:VAL:HG23 1.79 0.82
2:J:211:GLY:HA3 2:J:355:LYS:O 1.77 0.82
5:M:173:ASP:HB3 5:M:437:SER:HB2 1.60 0.82
2:J:329:PHE:C 2:J:329:PHE:CD2 2.51 0.82
1:A:158:ASN:HB3 1:A:516:GLY:O 1.77 0.82
6:F:382:GLY:HA3 6:F:388:LEU:HD21 1.61 0.82
3:K:306:GLN:HA 3:K:316:VAL:HG11 1.62 0.82
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Atom-1 Atom-2 distance (A) overlap (A)
4:1.:185:ASN:CB 4:1.:186:SER:HB2 2.08 0.82
6:F:56: THR:HB 6:F:390:GLN:NE2 1.94 0.82
2:J:4:GLN:CA 2:J:5:ILE:CB 2.57 0.82
2:B:4:GLN:CA 2:B:5:ILE:CG2 2.57 0.82
4:D:99:LEU:O 4:D:103:LEU:HB2 1.79 0.82
6:F:3:LEU:HA 6:F:5:LEU-HG 1.60 0.82
2:J:4:GLN:CA 2:J:5:ILE:CG2 2.57 0.82
2:J:88:VAL:HG13 2:J:393:GLN:HE22 1.43 0.82
2:J:176:LEU:HD23 2:J:208:LEU:HB2 1.60 0.82
2:B:361:ALA:H 2:B:362:GLY:HA2 1.01 0.82
2:J:320:VAL:HG21 2:J:337.LEU:CB 2.09 0.82
3:C:306:GLN:HA 3:C:316:VAL:HG11 1.62 0.82
3:C:493:ASP:HB3 3:C:495:VAL:HG12 1.62 0.82
4:D:134:1ILE:HD11 4:D:424:ARG:CD 2.09 0.82
4:D:151:VAL:HG22 | 4:D:175:VAL:HG21 1.58 0.82
4:D:521:1ILE:HG23 7:G:51:ILE:HA 1.61 0.82
1:I:12: THR:HG21 5:M:97:ASP:H 1.45 0.82
7:0:186:VAL:HG21 | 7:0:400:VAL:HG21 1.59 0.82
3:C:430:LYS:0O 3:C:433:GLN:HG3 1.79 0.82
7:G:189:LEU:HA 7:G:190:ASP:HB3 0.83 0.82
6:N:540:THR:C 6:N:541:LEU:CD2 2.47 0.82
4:D:521:ILE:HG23 7:G:50:ASP:O 1.80 0.82
7:G:191:ARG:CD 7:G:192:ASN:H 1.92 0.81
&:H:74:GLU:OE1 8:H:74:GLU:HA 1.78 0.81
7:0:191:ARG:CD 7:0:192:ASN:H 1.92 0.81
4:D:246:PRO:HB2 4:D:250:ASN:OD1 1.80 0.81
6:F:430:ASN:O 6:F:433:LYS:N 2.12 0.81
2:J:249:LYS:O 6:N:250:GLY:N 2.12 0.81
2:J:361:ALA:H 2:J:362:GLY:CA 1.86 0.81
2:B:4:GLN:N 2:B:5:ILE:HG23 1.96 0.81
6:F:424:ARG:HG2 6:F:483:SER:HA 1.60 0.81
6:F:478:ASP:O 6:F:482:ASP:HB3 1.80 0.81
7:G:94:VAL:HG21 7:G:502:VAL:CG2 2.06 0.81
3:K:506:LYS:HA 3:K:506:LYS:HE2 1.63 0.81
4:1:134:ILE:HD11 4:1.:424:ARG:CD 2.09 0.81
5:M:166:ASP:CB 5:M:167:ASP:HB2 2.11 0.81
8:P:74:GLU:OE1 8:P:74:GLU:HA 1.79 0.81
6:F:143:LEU:HA 6:F:145:ASN:N 1.95 0.81
5:M:368:ASP:O 5:M:370:SER:N 2.13 0.81
5:M:401: THR:O 5:M:402:LYS:HG3 1.81 0.81
6:N:430:ASN:O 6:N:433:LYS:N 2.12 0.81
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Atom-1 Atom-2 distance (A) overlap (A)
5:E:173:ASP:HB3 5:E:437:SER:HB2 1.60 0.81
6:F:540: THR:C 6:F:541:LEU:CD2 2.47 0.81
2:J:426:LYS:O 2:J:429:ALA:HB3 1.81 0.81
6:N:3:LEU:HA 6:N:5:LEU:HG 1.60 0.81
8:P:206:SER:CB 8:P:381: THR:HG22 2.11 0.81
2:B:4:GLN:HA 2:B:5:ILE:CG2 2.11 0.81
2:B:426:LYS:0O 2:B:429:ALA:HB3 1.81 0.81
5:E:166:ASP:CB 5:E:167:ASP:HB2 2.10 0.81
5:E:401: THR:O 5:E:402:LYS:HG3 1.81 0.81
6:F:5:LEU:HA 6:F:6:LEU:HB2 1.62 0.81
7:G:145:VAL:O 7:G:408:LEU:HA 1.80 0.81
7:G:171:ILE:HG23 7:G:178:PHE:CD2 2.16 0.81
2:J:4:GLN:N 2:J:5:ILE:HG23 1.96 0.81
6:N:2:SER:HA 6:N:3:LEU:HB2 1.63 0.81
4:D:499:GLN:HE22 9:D:601:ADP:H2’ 1.45 0.81
3:K:41:PRO:HA 3:K:161: THR:HG22 1.63 0.81
3:K:493:ASP:HB3 3:K:495:VAL:HG12 1.62 0.81
4:L:99:LEU:O 4:1.:103:LEU:HB2 1.79 0.81
6:N:541:LEU:HD22 6:N:541:LEU:N 1.95 0.81
6:N:452:LEU:O 6:N:455:PRO:HD2 1.80 0.81
7:0:120:1LE:H 7:0:120:1ILE:HD13 1.46 0.81
2:J:4:GLN:HA 2:J:5:ILE:CG2 2.11 0.81
2:J:263:LYS:HZ3 3:K:266:GLU:HB3 1.43 0.81
7:0:171:ILE:HG23 7:0:178:PHE:CD2 2.16 0.81
8:P:360: THR:HG22 | 8:P:369:THR:HG22 1.63 0.81
2:B:4:GLN:CA 2:B:5:ILE:CB 2.58 0.81
5:E:368:ASP:O 5:E:370:SER:N 2.13 0.81
7:G:232:GLN:CG 7:G:313:PHE:HA 2.10 0.81
2:B:176:LEU:HD23 | 2:B:208:LEU:HB2 1.60 0.80
4:D:71:LEU:CB &:P:6:PRO:HB3 2.12 0.80
6:F:195:GLU:HG2 6:F:197:MET:SD 2.21 0.80
7:G:248:LEU:CB 7:G:299:ILE:HD12 2.11 0.80
1:A:517:VAL:O 1:A:518:LEU:CG 2.28 0.80
2:B:242:L.YS:HB2 3:C:269:TRP:HZ2 1.45 0.80
8:H:360: THR:HG22 | 8:H:369: THR:HG22 1.63 0.80
4:1.:246:PRO:HB2 4:1.:250:ASN:OD1 1.80 0.80
6:N:143:LEU:HA 6:N:145:ASN:N 1.95 0.80
5:E:245:-LEU:HD13 5:E:247:LYS:H 1.47 0.80
7:G:412:GLY:O 7:G:491:ASN:ND2 2.14 0.80
1:1:224:LEU:CD1 1:1:226:CYS:HB2 2.11 0.80
1:1:264:1LE:HD11 7:0:259:VAL:HG23 1.62 0.80
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Atom-1 Atom-2 distance (A) overlap (A)
3:K:457:1ILE:CD1 3:K:467:LEU:HD13 2.11 0.80
6:F:452:LEU:O 6:F:455:PRO:HD2 1.80 0.80
6:F:541:LEU:HD22 6:F:541:LEU:N 1.95 0.80
1:1:9:ARG:CB 1:1:10:SER:O 2.30 0.80
2:J:4:GLN:C 2:J:5:ILE:HG23 2.02 0.80
7:0:145:VAL:O 7:0:408:LEU:HA 1.81 0.80
4:D:230:GLU:O 4:D:348:ASP:O 2.00 0.80
4:D:521:1LE:CG1 7:G:62:ILE:HD11 2.11 0.80
5:E:401: THR:O 5:E:402:LYS:CG 2.30 0.80
6:F:215:LEU:HB3 6:F:217:HIS:HD2 1.46 0.80
7:G:189:LEU:CA 7:G:190:ASP:HB2 1.94 0.80
4:1.:72:HIS:O 4:1:76:ARG:CB 2.30 0.80
1:1:517:VAL:O 1:I:518:LEU:.CG 2.28 0.80
7:0:248:LEU:CB 7:0:299:1LE:HD12 2.11 0.80
8:H:206:SER:CB 8:H:381: THR:HG22 2.11 0.80
5:M:401: THR:O 5:M:402:LYS:CG 2.30 0.80
4:D:323:PHE:HA 4:D:374: THR:HG21 1.64 0.80
2:J:132:LEU:HD21 2:J:495:ARG:HG3 1.64 0.80
2:J:250:PHE:HA 6:N:250:GLY:O 1.81 0.80
2:B:233:ILE:O 2:B:325:VAL:HB 1.82 0.80
2:B:361:ALA:H 2:B:362:GLY:CA 1.86 0.80
3:C:506:LYS:HA 3:C:506:LYS:HE2 1.63 0.80
5:E:401: THR:O 5:E:402:LYS:CE 2.30 0.80
4:1.:336:ILE:O 4:1.:336:ILE:HG22 1.81 0.80
6:N:195:GLU:HG2 6:N:197:-MET:SD 2.21 0.80
7:0:232:GLN:CG 7:0:313:PHE:HA 2.10 0.80
1:A:224:LEU:CD1 1:A:226:CYS:HB2 2.11 0.80
6:N:5:LEU:HA 6:N:6:LEU:HB2 1.62 0.80
4:D:72:HIS:O 4:D:76:ARG:CB 2.30 0.79
6:F:2:SER:HA 6:F:3:LEU:HB2 1.63 0.79
6:F:276:LYS:O 6:F:279:ASP:CB 2.30 0.79
7:G:191:ARG:NE 7:G:192:ASN:N 2.30 0.79
7:0:191:ARG:NE 7:0:192:ASN:N 2.30 0.79
7:0:412:GLY:O 7:0:491:ASN:ND2 2.14 0.79
8:P:24:ALA:O 8:P:28:ILE:CG1 2.30 0.79
1:A:9:ARG:CB 1:A:10:SER:O 2.30 0.79
2:B:463:ILE:C 2:B:467:1ILE:HG12 2.01 0.79
7:G:191:ARG:HE 7:G:191:ARG:CA 1.94 0.79
8:H:24:ALA:O 8:H:28:ILE:HG12 1.82 0.79
6:N:46:LEU:N 6:N:54:LYS:O 2.14 0.79
6:N:276:LYS:O 6:N:279:ASP:CB 2.30 0.79
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Atom-1 Atom-2 distance (A) overlap (A)
3:C:82:SER:HB2 3:C:97:ILE:HD11 1.64 0.79
7:G:188:SER:O 7:G:190:ASP:CB 2.28 0.79
8:H:49:CYS:0O 8:H:466: THR:HB 1.83 0.79
5:M:509:ASN:HB3 5:M:521:ASP:HB3 1.64 0.79
2:B:4:GLN:C 2:B:5:ILE:HG23 2.02 0.79
3:K:264:GLU:O 3:K:265:LYS:CG 2.30 0.79
6:N:215:LEU:HB3 6:N:217:HIS:HD2 1.46 0.79
2:B:295:GLU:C 6:F:337:GLN:HE22 1.86 0.79
1:1:180:VAL:HG13 1:1:406:LEU:HD23 1.63 0.79
2:J:463:ILE:C 2:J:467:ILE:HG12 2.01 0.79
8:P:49:CYS:0O 8:P:466: THR:HB 1.82 0.79
2:B:3:VAL:O 2:B:5:ILE:CD1 2.30 0.79
2:B:475:ASN:H 2:B:475:ASN:HD22 1.28 0.79
8:H:24:ALA:O 8:H:28:ILE:CG1 2.30 0.79
1:1:93:GLU:C 1:I:94:ILE:HD12 2.03 0.79
3:K:82:SER:HB2 3:K:97:ILE:HD11 1.64 0.79
4:1.:230:GLU:O 4:1.:348:ASP:O 2.00 0.79
4:1:250:ASN:HA 7:0:259:VAL:CG1 2.12 0.79
6:N:478:ASP:0O 6:N:482:ASP:HB3 1.80 0.79
6:F:433:LYS:CG 6:F:444:1LE:HG21 2.13 0.79
7:G:120:ILE:H 7:G:120:ILE:HD13 1.46 0.79
2:J:3:VAL:O 2:J:5:ILE:CG2 2.30 0.79
2:J:233:ILE:O 2:J:325:VAL:HB 1.82 0.79
2:J:475:ASN:H 2:J:475:ASN:HD22 1.28 0.79
7:0:191:ARG:HE 7:0:191:ARG:CA 1.94 0.79
7:0:455:GLU:HG3 7:0:461:ALA:CB 2.13 0.79
1:A:180:VAL:HG13 | 1:A:406:LEU:HD23 1.63 0.79
2:B:3:VAL:O 2:B:5:1LE:CG2 2.30 0.79
2:B:132:LEU:HD21 | 2:B:495:ARG:HG3 1.64 0.79
2:B:206:SER:HB3 2:B:368:VAL:HG13 1.65 0.79
4:D:524:1LE:HG23 7:G:52:LEU:O 1.82 0.79
2:J:37:LEU:HA 9:J:601:ADP:H5’1 1.65 0.79
7:0:125:1LE:HA 7:0:438:.ILE:HG12 1.65 0.79
1:A:123:THR:HG21 5:E:68:ARG:HE 1.46 0.79
2:B:70:ASP:HB2 6:F:5:LEU:HD22 1.65 0.79
3:C:41:PRO:HA 3:C:161: THR:HG22 1.63 0.79
3:C:457:ILE:CD1 3:C:467:LEU:HD13 2.11 0.79
6:F:117:ILE:HD12 5:M:34:ASP:0O 1.81 0.79
5:M:245:LEU:HD13 5:M:247:LYS:H 1.47 0.79
5:M:253:GLN:CA 5:M:254:MET:CB 2.61 0.79
6:N:53:ILE:O 6:N:53:ILE:CD1 2.30 0.79
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Atom-1 Atom-2 distance (A) overlap (A)
6:N:501:PRO:HB3 6:N:506:1LE:CB 2.11 0.79
7:0:378:LEU:HD11 | 7:0:393:LEU:HD12 1.65 0.79
2:B:3:VAL:O 2:B:5:ILE:CG1 2.32 0.78
6:N:433:LYS:CG 6:N:444:1LE:HG21 2.13 0.78
8:P:24:ALA:O 8:P:28:ILE:HG12 1.82 0.78
2:J:3:VAL:O 2:J:5:ILE:CD1 2.30 0.78
7:0:191:ARG:NE 7:0:191:ARG:CA 2.46 0.78
4:D:336:1LE:O 4:D:336:ILE:HG22 1.81 0.78
6:F:501:PRO:HB3 6:F:506:1LE:CB 2.12 0.78
2:J:3:VAL:O 2:J:5:ILE:CG1 2.31 0.78
7:0:188:SER:O 7:0:190:ASP:CB 2.28 0.78
7:0:191:ARG:CZ 7:0:192:ASN:H 1.97 0.78
1:A:12:THR:HG21 5:E:97:ASP:H 1.47 0.78
5:E:253:GLN:CA 5:E:254:MET:CB 2.61 0.78
4:1.:323:PHE:HA 4:1.:374:THR:HG21 1.64 0.78
6:N:36:ASN:HA 6:N:57:LYS:HD?2 1.66 0.78
8:H:206:SER:HB2 8:H:381: THR:CG2 2.13 0.78
5:E:166:ASP:HB3 5:E:167:ASP:HB2 1.66 0.78
7:G:191:ARG:NE 7:G:191:ARG:CA 2.46 0.78
2:J:329:PHE:O 2:J:329:PHE:HD2 1.67 0.78
2:J:469: THR:O 2:J:470:SER:HB2 1.82 0.78
5:M:401:THR:O 5:M:402:LYS:CE 2.30 0.78
6:N:35:THR:CG2 6:N:42:THR:O 2.32 0.78
5:E:509:ASN:HB3 5:E:521:ASP:HB3 1.64 0.78
6:F:331:VAL:HG12 | 6:F:332: THR:HG23 1.65 0.78
6:N:221:HIS:HB2 6:N:224:MET:HG3 1.66 0.78
6:N:331:VAL:HG12 | 6:N:332: THR:HG23 1.65 0.78
2:B:72:PRO:HB3 3:C:4A7T-MET:CE 2.13 0.78
4:D:292:1LE:H 4:D:293:LEU:HA 1.48 0.78
7:G:455:GLU:HG3 7:G:461:ALA:CB 2.13 0.78
8:H:6:PRO:HB3 4:L:71:LEU:CB 2.11 0.78
7:G:212:SER:HB3 7:G:378:LEU:HA 1.66 0.78
2:J:208:LEU:HD12 2:J:209:ASP:H 1.48 0.78
2:B:492:LYS:HE2 2:B:493:LEU:H 1.48 0.77
6:F:36:ASN:HA 6:F:57:LYS:HD2 1.66 0.77
4:D:241:1LE:O 4:D:299:ASP:HB2 1.83 0.77
4:1.:292:ILE:H 4:1.:293:LEU:HA 1.48 0.77
5:M:88:ALA:HBI1 5:M:109:LYS:NZ 2.00 0.77
5:M:166:ASP:HB3 5:M:167:ASP:HB2 1.66 0.77
1:A:93:GLU:C 1:A:94:ILE:HD12 2.03 0.77
6:F:151:LEU:HD12 | 6:F:175:THR:HG21 1.65 0.77
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Atom-1 Atom-2 distance (A) overlap (A)
4:1:241:1LE:O 4:1.:299:ASP:HB2 1.83 0.77
4:1:521:ILE:HG23 7:0:51:ILE:HA 1.66 0.77
6:N:395:VAL:O 6:N:399:LEU:HB2 1.85 0.77
7:G:191:ARG:CZ 7:G:192:ASN:H 1.97 0.77
7:G:378:LEU:HD11 | 7:G:393:LEU:HD12 1.65 0.77
3:C:264:GLU:O 3:C:265:LYS:CG 2.30 0.77
6:N:539:SER:CB 6:N:542:LYS:CD 2.62 0.77
2:B:208:LEU:HD12 2:B:209:ASP:H 1.48 0.77
2:B:469:THR:O 2:B:470:SER:HB2 1.82 0.77
3:C:42:LYS:O 3:C:459:ASN:HB3 1.85 0.77
3:C:452:ILE:O 3:C:456:LEU:HB2 1.84 0.77
6:F:224:MET:HE1 6:F:316:ALA:H 1.49 0.77
1:1:123:THR:HG21 5:M:68:ARG:HE 1.49 0.77
7:0:212:SER:HB3 7:0:378:LEU:HA 1.66 0.77
2:B:463:ILE:O 2:B:467:1ILE:N 2.18 0.77
6:F:395:VAL:O 6:F:399:LEU:HB2 1.85 0.77
7:G:125:ILE:HA 7:G:438:ILE:HG12 1.65 0.77
8:P:430:LEU:O 8:P:434:1LE:HG12 1.84 0.77
2:B:329:PHE:O 2:B:329:PHE:HD2 1.67 0.77
5:E:449: THR:HG22 5:E:507:ILE:HB 1.65 0.77
6:F:35: THR:CG2 6:F:42: THR:O 2.32 0.77
6:F:420:1LE:HA 6:F:423:SER:HB3 1.67 0.77
7:G:30:ILE:HD12 7:G:109:MET:HB3 1.65 0.77
2:J:492:LYS:HE2 2:J:493:LEU:H 1.48 0.77
3:K:452:ILE:O 3:K:456:LEU:HB2 1.84 0.77
6:N:430:ASN:O 6:N:433:LYS:CB 2.33 0.77
4:D:292:1LE:N 4:D:293:LEU:HA 1.98 0.77
6:F:46.LEU:N 6:F:54:LYS:O 2.14 0.77
1:1:184:LEU:O 1:1:184:LEU:HD23 1.85 0.77
6:F:221:HIS:HB2 6:F:224:MET:HG3 1.66 0.76
7:G:513:ALA:O 7:G:516:LEU:CD1 2.33 0.76
4:1:416:ALA:HB3 4:L:417:PRO:HD3 1.66 0.76
2:B:70:ASP:CB 6:F:5:LEU:HD22 2.15 0.76
4:D:416:ALA:HB3 4:D:417:PRO:HD3 1.66 0.76
5:E:348:GLY:0O 5:E:351:LEU:CD1 2.33 0.76
8:H:430:LEU:O S:H:434:1LE:HG12 1.84 0.76
4:1.:184:GLU:CA 4:1.:186:SER:O 2.33 0.76
5:M:509:ASN:OD1 5:M:523:LYS:HB2 1.86 0.76
6:N:420:1ILE:HA 6:N:423:SER:HB3 1.67 0.76
8:P:206:SER:HB2 8:P:381:THR:CG2 2.13 0.76
6:F:539:SER:CB 6:F:542:LYS:CD 2.62 0.76
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Atom-1 Atom-2 distance (A) overlap (A)
2:J:412:SER:O 2:J:416:ASP:HB2 1.86 0.76
4:1:292:1LE:N 4:1.:293:LEU:HA 1.98 0.76
7:0:513:ALA:O 7:0:516:LEU:CD1 2.33 0.76
1:A:431:1ILE:HG12 1:A:482:ALA:HB2 1.68 0.76
4:D:334:ALA:HB3 7:G:305:GLN:HB2 1.64 0.76
8:H:237:LYS:HB2 8:H:314:ASN:HB3 1.65 0.76
2:B:412:SER:O 2:B:416:ASP:HB2 1.86 0.76
6:F:430:ASN:O 6:F:433:LYS:CB 2.33 0.76
2:J:463:ILE:O 2:J:467:1LE:N 2.18 0.76
5:M:348:GLY:O 5:M:351:LEU:CD1 2.33 0.76
5:M:449: THR:HG22 5:M:507:ILE:HB 1.65 0.76
6:N:478:ASP:O 6:N:482:ASP:N 2.19 0.76
5:E:509:ASN:OD1 5:E:523:LYS:HB2 1.86 0.76
6:F:526:ASN:HA 6:F:529:LEU:HD12 1.67 0.76
3:K:42:LYS:0O 3:K:459:ASN:HB3 1.85 0.76
4:1.:36:ARG:HE 4:L:98:ILE:HG23 1.51 0.76
4:1:268:ARG:HA 4:1:271:LEU:HD23 1.68 0.76
1:A:169:ILE:HD11 1:A:398:MET:HA 1.68 0.76
1:A:184:LEU:O 1:A:184:LEU:HD23 1.85 0.76
6:F:159:LEU:HA 6:F:164:ALA:HB1 1.68 0.76
7:G:447:GLU:O 7:G:450:PRO:HD2 1.86 0.76
2:J:422:ILE:CG2 2:J:427:SER:CB 2.63 0.76
3:K:56:VAL:C 3:K:57:LEU:HD23 2.06 0.76
5:M:73:ILE:HG12 5:M:83:ILE:HG12 1.67 0.76
2:B:201:GLY:H 6:F:86:1ILE:HD12 1.49 0.76
2:B:473:ASP:0OD2 2:B:476:ASN:O 2.04 0.76
2:J:473:ASP:0OD2 2:J:476:ASN:O 2.04 0.76
2:J:493:LEU:HD12 2:J:494:LYS:N 2.01 0.76
7:0:30:ILE:HD12 7:0:109:MET:HB3 1.65 0.76
7:0:471:ALA:O 7:0:475:GLY:HA3 1.85 0.76
8:P:237:LYS:HB2 8:P:314:ASN:HB3 1.65 0.76
2:B:422:ILE:CG2 2:B:427:SER:CB 2.63 0.76
5:E:88:ALA:HB1 5:E:109:LYS:NZ 2.00 0.76
1:1:350:PHE:HD2 1:1:351:GLU:N 1.83 0.76
6:N:159:LEU:HA 6:N:164:ALA:HB1 1.68 0.76
6:N:352:GLY:O 6:N:367:VAL:HG12 1.86 0.76
7:0:447:GLU:O 7:0:450:PRO:HD2 1.86 0.76
7:0:448:VAL:HG12 | 7:0:452:GLN:HE22 1.51 0.76
6:F:352:GLY:O 6:F:367:VAL:HG12 1.86 0.76
6:N:159:LEU:HA 6:N:164:ALA:HB2 1.66 0.76
4:D:184:GLU:CA 4:D:186:SER:O 2.33 0.75
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:72:PRO:HG3 3:C:49:LEU:HD11 1.68 0.75
3:C:129:LEU:HB2 3:C:514:ILE:HD13 1.69 0.75
6:F:213:LEU:HD23 | 6:F:377:THR:HG23 1.68 0.75
7:0:238:ASN:N 7:0:239:PRO:HD3 2.01 0.75
5:E:73:ILE:HG12 5:E:83:ILE:HG12 1.67 0.75
5:E:187:SER:OG 5:E:429:VAL:HG21 1.86 0.75
6:F:478:ASP:O 6:F:482:ASP:N 2.19 0.75
1:1:543: THR:HB 5:M:72:LYS:HD3 1.67 0.75
6:N:526:ASN:HA 6:N:529:LEU:HD12 1.68 0.75
8:P:316:TYR:N 8:P:316:TYR:CD2 2.54 0.75
1:A:226:CYS:SG 1:A:318:VAL:CG1 2.75 0.75
2:B:208:LEU:HD12 2:B:209:ASP:N 2.01 0.75
2:B:493:LEU:HD12 2:B:494:LYS:N 2.01 0.75
6:F:154:ALA:HB2 6:F:402:VAL:CG2 2.16 0.75
2:J:165:ILE:HG12 6:N:529:LEU:HD13 1.68 0.75
1:A:221:GLY:HA2 1:A:382:SER:HB2 1.68 0.75
3:C:56:VAL:C 3:C:57:LEU:HD23 2.06 0.75
7:G:238:ASN:N 7:G:239:PRO:HD3 2.01 0.75
2:J:208:LEU:HD12 2:J:209:ASP:N 2.01 0.75
3:K:104:LEU:HD11 | 3:K:520:LEU:HD12 1.69 0.75
8:P:72:LEU:HD13 8:P:86:VAL:HG22 1.69 0.75
1:A:8:SER:N 2:J:21:SER:HG 1.84 0.75
1:A:456:LEU:O 1:A:460:LYS:HG2 1.86 0.75
4:D:36:ARG:HE 4:D:98:ILE:HG23 1.51 0.75
5:E:39:LYS:HZ3 6:N:109:ILE:HG13 1.51 0.75
7:G:448:VAL:HG12 | 7:G:452:GLN:HE22 1.51 0.75
3:K:129:LEU:HB2 3:K:514:ILE:HD13 1.69 0.75
6:N:154:ALA:HB2 6:N:402:VAL:CG2 2.16 0.75
6:F:53:ILE:O 6:F:53:ILE:CD1 2.30 0.75
6:F:465:ASP:HA 6:F:466:PRO:O 1.86 0.75
6:F:159:LEU:HA 6:F:164:ALA:HB2 1.66 0.75
7:G:377:LEU:H 7:G:377:LEU:HD13 1.51 0.75
1:1:431:1ILE:HG12 1:1:482:ALA:HB2 1.68 0.75
1:A:543: THR:HB 5:E:72:LYS:HD3 1.67 0.74
2:B:295:GLU:HB2 6:F:337:GLN:NE2 2.02 0.74
7:G:33:CYS:SG 7:G:83:LEU:HD11 2.27 0.74
3:K:306:GLN:O 3:K:310:LEU:HG 1.87 0.74
5:M:492:ILE:H 5:M:492:ILE:HD12 1.52 0.74
6:N:13:LEU:HD13 6:N:21:VAL:HG21 1.69 0.74
6:N:395:VAL:O 6:N:399:LEU:CB 2.35 0.74
7:0:413:GLY:HA3 | 7:0:491:ASN:HD21 1.52 0.74
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Atom-1 Atom-2 distance (A) overlap (A)
3:C:306:GLN:O 3:C:310:LEU:HG 1.87 0.74
4:D:268:ARG:HA 4:D:271:LEU:HD23 1.68 0.74
6:F:117:ILE:HD12 5:M:34:ASP:HA 1.64 0.74
7:G:471:ALA:O 7:G:475:GLY:HA3 1.85 0.74
1:1:115:LEU:HD21 1:1:446:LEU:HD22 1.69 0.74
1:1:221:GLY:HA2 1:1:382:SER:HB2 1.68 0.74
1:1:226:CYS:SG 1:1:318:VAL:CG1 2.75 0.74
7:0:488:1LE:HD12 7:0:488:1LE:H 1.52 0.74
&:P:114:SER:O R:P:118:ILE:HG13 1.87 0.74
8:H:72:LEU:HD13 8:H:86:VAL:HG22 1.69 0.74
8:P:204:VAL:CG1 8:P:405:VAL:HG12 2.16 0.74
1:A:350:PHE:HD2 1:A:351:GLU:N 1.83 0.74
1:A:357:LEU:HB2 1:A:378:SER:HB3 1.69 0.74
3:C:104:LEU:HD11 | 3:C:520:LEU:HD12 1.69 0.74
4:D:119:ILE:HG23 4:D:436:GLN:HA 1.68 0.74
5:M:187:SER:OG 5:M:429:VAL:HG21 1.86 0.74
6:F:43:LEU:HD21 6:F:161:LYS:HA 1.68 0.74
4:1:25:ILE:HD13 4:1.:108:GLU:HB2 1.70 0.74
2:B:451:ASP:O 2:B:455:LEU:HB2 1.88 0.74
6:F:3:LEU:HD12 6:F:5:LEU.CD2 2.17 0.74
6:F:395:VAL:O 6:F:399:LEU:CB 2.35 0.74
2:B:4:GLN:O 3:C:72:HIS:HB2 1.87 0.74
2:J:422:1LE:HG22 2:J:427:SER:HB3 1.68 0.74
6:N:201:HIS:HB3 6:N:381:LYS:NZ 2.03 0.74
7:0:33:CYS:SG 7:0:83:LEU:HD11 2.27 0.74
7:G:109:MET:SD 7:G:514:THR:CG2 2.76 0.74
7:G:498:GLU:OE2 9:G:601:ADP:HT’ 1.88 0.74
8:H:204:VAL:CG1 8:H:405:VAL:HG12 2.16 0.74
5:M:355:ALA:HB3 6:N:222:PRO:HG2 1.68 0.74
2:B:242:LYS:HE2 2:B:246:PHE:HA 1.69 0.74
2:B:422:ILE:HG22 2:B:427:SER:HB3 1.68 0.74
7:G:330:VAL:HG12 | 7:G:347:GLY:HA3 1.69 0.74
1:1:169:ILE:HD11 1:1:398:MET:HA 1.68 0.74
2:J:451:ASP:O 2:J:455:LEU:HB2 1.88 0.74
3:C:329:ALA:O 3:C:333:GLY:N 2.21 0.74
6:F:13:LEU:HD13 6:F:21:VAL:HG21 1.69 0.74
7:G:488:ILE:HD12 7:G:488:ILE:H 1.52 0.74
2:B:242:LYS:CE 2:B:247:GLY:N 2.50 0.73
3:C:501:GLU:OE2 9:C:1101:ADP:H3’ 1.87 0.73
6:F:138:ILE:O 6:F:138:ILE:HG22 1.87 0.73
7:G:44:LEU:HD12 7:G:452:GLN:HB2 1.68 0.73
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:63: THR:HG22 1:1:65:ASP:H 1.52 0.73
1:1:187:VAL:CG2 1:1:383:SER:HB3 2.18 0.73
6:N:155:ARG:CB 6:N:171: THR:CG2 2.66 0.73
7:0:44:LEU:HD12 7:0:452:GLN:HB2 1.68 0.73
8:P:345:GLY:C 8:P:347:PRO:HD3 2.08 0.73
1:A:115:LEU:HD21 | 1:A:446:LEU:HD22 1.69 0.73
2:B:232:LEU:HB3 | 2:B:283: THR:HG22 1.68 0.73
7:G:413:GLY:HA3 | 7:G:491:ASN:HD21 1.52 0.73
4:1:120:ILE:HG12 4:1.:439:1LE:HG21 1.68 0.73
4:1.:336:1ILE:O 4:1.:336:ILE:CG2 2.35 0.73
6:N:213:LEU:HD23 | 6:N:377:THR:HG23 1.68 0.73
6:N:465:ASP:HA 6:N:466:PRO:O 1.86 0.73
4:D:421:1ILE:O 4:D:425:LEUHG 1.88 0.73
8:H:316:TYR:N 8:H:316:TYR:CD2 2.54 0.73
1:1:456:LEU:O 1:1:460:LYS:HG2 1.86 0.73
6:N:138:ILE:O 6:N:138:1LE:HG22 1.87 0.73
7:0:143:LEU:HD13 | 7:0:411:ALA:HB3 1.70 0.73
7:0:377:LEU:H 7:0:377:LEU:HD13 1.51 0.73
1:A:30:VAL:O 1:A:33:THR:HG22 1.87 0.73
1:A:63: THR:HG22 1:A:65:ASP:H 1.52 0.73
4:D:336:1ILE:O 4:D:336:ILE:CG2 2.35 0.73
8:H:316:TYR:HD2 8:H:316:TYR:N 1.87 0.73
2:J:232:LEU:HB3 2:J:283: THR:HG22 1.68 0.73
4:1.:485:ARG:H 4:1.:485:ARG:HD2 1.54 0.73
6:N:166:LEU:O 6:N:167:THR:CG2 2.33 0.73
7:0:330:VAL:HG12 | 7:0:347:GLY:HA3 1.69 0.73
&:P: 77 ILE:H 8:P:77:ILE:HD13 1.53 0.73
8:P:163:ILE:HG23 8:P:179:SER:HB2 1.71 0.73
4:D:25:1ILE:HD13 4:D:108:GLU:HB2 1.70 0.73
7:G:479:TYR:HA 7:G:490:ASP:HA 1.70 0.73
1:1:267:PRO:HA 1:1:268:GLU:CB 2.19 0.73
1:1:357:LEU:HB2 1:1:378:SER:HB3 1.69 0.73
1:A:187:VAL:CG2 1:A:383:SER:HB3 2.18 0.73
4:D:120:ILE:HG12 4:D:439:ILE:HG21 1.68 0.73
8:H:114:SER:O 8:H:118:ILE:HG13 1.87 0.73
3:K:329:ALA:0O 3:K:333:GLY:N 2.21 0.73
2:B:285:ILE:CD1 2:B:289:LEU:HD23 2.19 0.73
4:D:183:ASP:0O 4:D:187:LYS:HG2 1.88 0.73
2:J:242:LYS:HE2 2:J:246:PHE:HA 1.69 0.73
5:M:142:HIS:O 5:M:146:1LE:HG13 1.89 0.73
6:N:3:LEU:HD12 6:N:5:LEU:CD2 2.17 0.73
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Atom-1 Atom-2 distance (A) overlap (A)
7:0:109:MET:SD 7:0:514:THR:CG2 2.76 0.73
8:P:204:VAL:HG21 8:P:409:LYS:CB 2.19 0.73
2:B:71:ASN:OD1 2:B:73:ALA:N 2.22 0.73
6:F:155:ARG:CB 6:F:171: THR:CG2 2.66 0.73
6:F:193:MET:CE 6:F:330:LEU:HD11 2.19 0.73
6:F:201:HIS:HB3 6:F:381:LYS:NZ 2.03 0.73
8:H:77:ILE:H 8:H:77:ILE:HD13 1.53 0.73
8:H:345:GLY:C 8:H:347:PRO:HD3 2.08 0.73
2:J:242:LYS:CE 2:J:247:GLY:N 2.50 0.73
4:D:254:VAL:CG2 8:H:265:VAL:HG22 2.18 0.73
2:J:57:THR:HG21 2:J:382:ARG:HD3 1.71 0.73
3:K:518:CYS:0O 3:K:522:ARG:HG3 1.89 0.73
4:1.:183:ASP:O 4:1:187:LYS:HG2 1.88 0.73
6:N:193:MET:CE 6:N:330:LEU:HD11 2.19 0.73
8:P:54:ILE:CG1 8:P:64:1LE:HG12 2.13 0.73
4:D:258:ARG:HD2 | 8:H:283:GLN:HE21 1.54 0.73
5:E:142:HIS:O 5:E:146:1LE:HG13 1.89 0.73
2:J:285:ILE:CD1 2:J:289:LEU:HD23 2.19 0.73
6:N:411:1ILE:HG22 6:N:412:ILE:N 2.04 0.73
2:B:411:MET:HB2 | 2:B:437:LEU:HD13 1.70 0.72
7:G:55:THR:HG21 7:G:72:LEU:HB3 1.70 0.72
6:N:167:THR:HB 6:N:168:GLU:C 2.09 0.72
6:N:193:MET:HE3 | 6:N:330:LEU:HD11 1.71 0.72
7:G:143:LEU:HD13 | 7:G:411:ALA:HB3 1.70 0.72
1:1:17:GLY:HA3 5:M:95:GLU:OE2 1.88 0.72
5:M:479:1ILE:O 5:M:483:LEU:HB2 1.89 0.72
3:C:518:CYS:0 3:C:522:ARG:HG3 1.89 0.72
5:E:479:1LE:O 5:E:483:LEU:HB2 1.89 0.72
5:E:492:1LE:HD11 2:J:115:ILE:HG12 1.71 0.72
6:F:143:LEU:CD2 6:F:145:ASN:HB3 2.19 0.72
6:F:540: THR:HB 6:F:541:LEU:HD22 1.72 0.72
8:H:63:1ILE:HD12 8:H:74:GLU:HG3 1.70 0.72
8:H:234:GLY:HA2 &:H:310:LEU:HD11 1.69 0.72
4:1.:421:1LE:O 4:1:425:-LEU:HG 1.89 0.72
8:P:28:ILE:O 8:P:32:ILE:HB 1.89 0.72
6:F:5:LEU:CA 6:F:6:LEU:CB 2.66 0.72
6:F:167:THR:HB 6:F:168:GLU:C 2.09 0.72
8:H:6:PRO:HG2 4:L:71:LEU:HA 1.71 0.72
1:1:122:PRO:HG3 5:M:70:LEU:HD11 1.71 0.72
4:1:119:ILE:HG23 4:1.:436:GLN:HA 1.68 0.72
4:1.:524:1LE:HG23 7:0:52:LEU:O 1.88 0.72
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Atom-1 Atom-2 distance (A) overlap (A)
6:N:352:GLY:C 6:N:369:GLU:O 2.27 0.72
7:0:479: TYR:HA 7:0:490:ASP:HA 1.70 0.72
2:B:475:ASN:N 2:B:475:ASN:ND2 2.38 0.72
5:E:492:1LE:H 5:E:492:1LE:HD12 1.52 0.72
6:F:108:PHE:CZ 6:F:118:ILE:HG13 2.25 0.72
6:F:352:GLY:C 6:F:369:GLU:O 2.27 0.72
2:J:5:ILE:O 3:K:70:VAL:HA 1.88 0.72
2:J:263:LYS:NZ 3:K:266:GLU:CB 2.53 0.72
1:1:30: VAL:O 1:1:33: THR:HG22 1.87 0.72
1:1:156:LEU:HD22 1:1:181:VAL:HG13 1.71 0.72
2:J:242:LYS:HB2 3:K:269: TRP:HZ2 1.55 0.72
2:J:411:MET:HB2 2:J:437:LEU:HD13 1.70 0.72
6:N:540: THR:HB 6:N:541:LEU:HD22 1.72 0.72
8:P:234:GLY:HA2 8:P:310:LEU:HD11 1.69 0.72
2:B:164:LYS:O 2:B:166:LEU:N 2.22 0.72
6:F:420:1LE:HG21 6:F:482:ASP:OD1 1.89 0.72
7:G:191:ARG:HD3 7:G:192:ASN:H 1.55 0.72
7:G:232:GLN:HG2 7:G:313:PHE:HA 1.72 0.72
8:H:204:VAL:HG21 8:H:409:LYS:CB 2.19 0.72
2:J:71:ASN:OD1 2:J:73:ALA:N 2.22 0.72
7:0:205:PRO:HA 7:0:386:1ILE:HD11 1.71 0.72
1:A:267:PRO:HA 1:A:268:GLU:CB 2.19 0.72
3:C:114:LYS:HA 3:C:115:ASN:CB 2.20 0.72
3:C:322:LYS:HG3 3:C:323:SER:H 1.55 0.72
4:D:207:-THR:HG22 4:D:380:ARG:H 1.54 0.72
6:F:411:1LE:HG22 6:F:412:ILE:N 2.04 0.72
2:J:4:GLN:HG2 3:K:72:HIS:HB2 1.72 0.72
2:J:164:LYS:O 2:J:166:LEU:N 2.22 0.72
2:J:198:ILE:O 2:J:377:LEU:HD21 1.89 0.72
3:K:322:LYS:HG3 3:K:323:SER:H 1.55 0.72
6:N:143:LEU:CD2 6:N:145:ASN:HB3 2.19 0.72
2:B:357:SER:O 2:B:360:LYS:CB 2.38 0.72
2:J:357:SER:O 2:J:360:LYS:CB 2.38 0.72
4:1:207:-THR:HG22 4:1.:380:ARG:H 1.54 0.72
3:C:291:ARG:N 3:C:292:PRO:HD3 2.05 0.71
7:0:56:SER:HA 7:0:57:ASN:O 1.90 0.71
6:F:166:LEU:O 6:F:167:THR:CG2 2.33 0.71
&:H:28:ILE:O 8:H:32:1LE:HB 1.89 0.71
8:H:163:ILE:HG23 8:H:179:SER:HB2 1.70 0.71
2:B:251:LYS:H 6:F:251:PHE:HA 1.55 0.71
4:D:404:LEU:O 4:D:407:GLU:O 2.08 0.71
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6:N:108:PHE:CZ 6:N:118:ILE:HG13 2.25 0.71
7:G:43: THR:HB 7:G:99:THR:HG21 1.72 0.71
7:G:56:SER:HA 7:G:57:ASN:O 1.90 0.71
2:J:373: THR:O 2:J:376: THR:HG22 1.91 0.71
6:N:151:LEU:HD12 | 6:N:175:THR:HG21 1.66 0.71
8:P:63:ILE:HD12 8&:P:74:GLU:HG3 1.70 0.71
3:K:51:PRO:O 3:K:52:MET:HG3 1.90 0.71
7:0:55:THR:HG21 7:0:72:LEU:HB3 1.71 0.71
2:B:4:GLN:HG2 3:C:72:HIS:HB2 1.72 0.71
2:B:345:GLU:O 2:B:351:GLN:CB 2.39 0.71
1:1:184:LEU:HD23 1:1:184:LEU:C 2.10 0.71
4:1:210:ILE:O 4:1L:375:VAL:CG1 2.39 0.71
5:M:558:GLY:HA2 6:N:48:ASP:HB2 1.72 0.71
6:N:539:SER:HB3 6:N:542:LYS:CD 2.15 0.71
3:C:51:PRO:O 3:C:52:MET:HG3 1.90 0.71
5:E:319:ASP:O 5:E:340:LEU:HB2 1.91 0.71
7:G:226:TYR:CE1 7:G:229:PHE:O 2.44 0.71
7:G:232:GLN:HG3 7:G:313:PHE:HA 1.73 0.71
1:1:16:GLY:HA3 1:1:548:ASP:HB3 1.73 0.71
3:K:225:LEU:HD13 | 3:K:320:VAL:HG13 1.73 0.71
6:N:5:LEU:CB 6:N:6:LEU:O 2.38 0.71
6:N:154:ALA:HB1 | 6:N:402:VAL:HG23 1.73 0.71
6:N:203:SER:O 6:N:205:LYS:N 2.24 0.71
1:A:12: THR:HG22 1:A:13:LEU:HD23 1.73 0.71
1:A:184:LEU:HD23 1:A:184:LEU:C 2.10 0.71
1:A:350:PHE:HD2 1:A:351:GLU:H 1.37 0.71
2:B:57: THR:HG21 2:B:382:ARG:HD3 1.71 0.71
4:D:71:LEU:HA 8:P:6:PRO:HG2 1.73 0.71
4:D:328:LEU:CB 4:D:345:ASP:0OD2 2.38 0.71
4:D:485:ARG:H 4:D:485:ARG:HD2 1.54 0.71
5:M:319:ASP:O 5:M:340:LEU:HB2 1.91 0.71
7:0:226:TYR:CE1 7:0:229:PHE:O 2.44 0.71
7:0:232:GLN:HG2 7:0:313:PHE:HA 1.72 0.71
1:A:16:GLY:HA3 1:A:548:ASP:HB3 1.73 0.71
1:A:230:SER:O 1:A:233:MET:HG3 1.91 0.71
2:B:373:THR:O 2:B:376: THR:HG22 1.91 0.71
1:1:101: VAL:HG22 1:1:527:SER:HB2 1.71 0.71
1:1:418:VAL:HG12 1:1:419:VAL:H 1.56 0.71
3:K:114:LYS:HA 3:K:115:ASN:CB 2.20 0.71
6:N:433:LYS:HG3 6:N:444:1LE:HG21 1.73 0.71
1:A:418:VAL:HG12 1:A:419:VAL:H 1.56 0.71
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2:B:198:ILE:O 2:B:377:LEU:HD21 1.89 0.71
4:D:46:LYS:HG3 8:H:532: THR:HG23 1.71 0.71
8:H:243:LYS:C 8:H:244:LYS:HG2 2.12 0.71
1:1:350:PHE:C 1:1:351:GLU:OE2 2.30 0.71
4:1:134:ILE:CD1 4:1:424:ARG:HD3 2.20 0.71
6:F:209:PHE:HE2 6:F:376:CYS:SG 2.10 0.70
2:J:237:THR:H 2:J:287:ARG:HD2 1.56 0.70
2:J:475:ASN:N 2:J:475:ASN:ND2 2.38 0.70
3:K:269: TRP:HZ3 6:N:247:VAL:HB 1.54 0.70
6:N:209:PHE:HE2 6:N:376:CYS:SG 2.10 0.70
7:0:232:GLN:HG3 7:0:313:PHE:HA 1.73 0.70
6:F:5:LEU:CB 6:F:6:LEU:O 2.38 0.70
6:F:203:SER:O 6:F:205:LYS:N 2.24 0.70
1:1:94:1ILE:HG22 1:1:96:ASP:H 1.56 0.70
2:B:30:GLY:HA2 2:B:33:VAL:HG23 1.73 0.70
2:B:242:LYS:NZ 2:B:247:GLY:H 1.90 0.70
4:D:210:ILE:O 4:D:375:VAL:CG1 2.39 0.70
8:P:291:1ILE:HD11 8:P:345:GLY:HA2 1.74 0.70
2:B:131:ALA:HB1 2:B:411:MET:HB3 1.73 0.70
2:B:237:THR:H 2:B:287:ARG:HD2 1.56 0.70
2:B:295:GLU:OE1 6:F:339:SER:HB3 1.91 0.70
4:D:482:1LE:HD13 4:D:482:1LE:H 1.57 0.70
6:F:154:ALA:HB1 6:F:402:VAL:HG23 1.73 0.70
3:K:225:LEU:HD13 | 3:K:320:VAL:CG1 2.22 0.70
8:P:243:LYS:C 8:P:244:LYS:HG2 2.12 0.70
2:B:475:ASN:H 2:B:475:ASN:ND2 1.89 0.70
6:F:16:ASP:HA 6:F:19:LEU:CD1 2.20 0.70
8:H:333:CYS:SG 8:H:340:PRO:HD3 2.32 0.70
1:1:12: THR:HG22 1:1:13:LEU:HD23 1.73 0.70
6:N:5:LEU:CA 6:N:6:LEU:CB 2.66 0.70
6:N:420:1LE:HG21 6:N:482:ASP:0OD1 1.89 0.70
7:0:43: THR:HB 7:0:99: THR:HG21 1.72 0.70
2:B:30:GLY:HA2 2:B:33:VAL:CG2 2.22 0.70
3:C:225:LEU:HD13 3:C:320:VAL:CG1 2.22 0.70
2:J:345:GLU:O 2:J:351:GLN:CB 2.39 0.70
4:1:521:ILE:CG2 7:0:52:LEU:H 2.05 0.70
5:M:253:GLN:N 5:M:254:MET:CB 2.54 0.70
5:M:509:ASN:O 5:M:522:MET:N 2.24 0.70
7:0:396:ALA:O 7:0:399:ILE:HG22 1.92 0.70
1:A:101:VAL:HG22 1:A:527:SER:HB2 1.71 0.70
4:D:184:GLU:HA 4:D:186:SER:O 1.91 0.70
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:207: THR:HG22 4:D:380:ARG:N 2.06 0.70
6:F:245:THR:OG1 | 6:F:247:VAL:HG22 1.91 0.70
7:G:58:GLN:NE2 8:P:6:PRO:O 2.24 0.70
8:H:6:PRO:CG 4:L:71:LEU:CA 2.69 0.70
2:J:39:PRO:HA 2:J:163:SER:HA 1.74 0.70
2:J:295:GLU:C 6:N:337:GLN:HE22 1.94 0.70
4:1.:404:LEU:O 4:1,:407:GLU:O 2.08 0.70
5:M:104:LEU:HA 5:M:107:LEU:HD23 1.73 0.70
1:A:350:PHE:C 1:A:351:GLU:OE2 2.30 0.70
5:E:509:ASN:O 5:E:522:MET:N 2.24 0.70
6:F:37:LEU:HD13 6:F:458: LEU:HA 1.73 0.70
8:H:475:LEU:HB2 8:H:476:PRO:HD3 1.74 0.70
2:J:131:ALA:HB1 2:J:411:MET:HB3 1.73 0.70
3:K:125:LEU:HD22 | 3:K:445:VAL:HG23 1.74 0.70
3:K:291:ARG:N 3:K:292:PRO:HD3 2.05 0.70
4:1.:482:ILE:HD13 4:1.:482:ILE:H 1.57 0.70
6:N:7:ASN:OD1 6:N:8:PRO:N 2.25 0.70
6:N:245:THR:OG1 | 6:N:247:VAL:HG22 1.91 0.70
8:P:333:CYS:SG 8:P:340:PRO:HD3 2.32 0.70
1:A:156:LEU:HD22 | 1:A:181:VAL:HG13 1.71 0.70
2:B:83:VAL:HG21 3:C:384:GLY:O 1.91 0.70
5:E:319:ASP:O 5:E:340:LEU:CB 2.40 0.70
1:1:12:THR:HB 1:1:13:LEU:HB2 1.74 0.70
2:J:206:SER:HB3 2:J:368:VAL:HG13 1.73 0.70
2:J:242:LYS:NZ 2:J:247:GLY:H 1.90 0.70
4:1.:184:GLU:HA 4:1.:186:SER:O 1.91 0.70
4:1:207:- THR:HG22 4:1.:380:ARG:N 2.06 0.70
7:0:121:SER:HB2 | 7:0:124:LEU:HD23 1.74 0.70
2:B:3:VAL:C 2:B:5:ILE:CG2 2.61 0.70
2:B:31:ASP:C 2:B:31:ASP:OD1 2.30 0.70
6:F:113:VAL:HB 6:F:118:ILE:HD11 1.73 0.70
2:J:3:VAL:C 2:J:5:ILE:CG2 2.61 0.70
4:1:521:1ILE:HG12 7:0:62:ILE:HD11 1.73 0.70
6:N:113:VAL:HB 6:N:118:ILE:HD11 1.73 0.70
2:B:263:LYS:NZ 3:C:266:GLU:HB3 2.06 0.69
5:E:253:GLN:N 5:E:254:MET:CB 2.54 0.69
6:F:36:ASN:CB 6:F:57:LYS:NZ 2.24 0.69
6:F:154:ALA:HB2 6:F:402:VAL:HG23 1.73 0.69
7:G:121:SER:HB2 7:G:124:LEU:HD23 1.74 0.69
7:G:205:PRO:HA 7:G:386:ILE:HD11 1.71 0.69
2:J:31:ASP:C 2:J:31:ASP:OD1 2.30 0.69
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6:N:158:LEU:O 6:N:158:LEU:CD1 2.39 0.69
6:N:434:LEU:O 6:N:437:LYS:C 2.30 0.69
8:P:475:LEU:HB2 8:P:476:PRO:HD3 1.74 0.69
2:B:414:ALA:O 2:B:417: THR:HG22 1.92 0.69
2:B:422:1LE:HB 2:B:427:SER:CB 2.15 0.69
3:C:299:LYS:CA 3:C:319:ARG:CB 2.70 0.69
6:F:433:LYS:HG3 6:F:444.1LE:HG13 1.74 0.69
5:M:35:GLN:CD 5:M:36:GLY:HA3 2.13 0.69
6:N:37:LEU:HD13 6:N:458:LEU:HA 1.74 0.69
7:0:191:ARG:HD3 7:0:192:ASN:H 1.55 0.69
1:A:299:THR:HG23 | 1:A:326:LEU:HD12 1.74 0.69
2:B:328:THR:O 2:B:329:PHE:CG 2.46 0.69
5:E:104:LEU:HA 5:E:107:LEU:HD23 1.73 0.69
6:F:434:LEU:O 6:F:437:LYS:C 2.30 0.69
4:1.:166:TYR:O 4:1.:169:PHE:HB3 1.92 0.69
3:C:265:LYS:NZ 3:C:268:ASP:CB 2.55 0.69
4:D:254:VAL:HG22 8:H:264: THR:O 1.92 0.69
6:F:321:LYS:HA 6:F:321:LYS:HE3 1.75 0.69
1:1:224:LEU:HD11 1:1:226:CYS:HB2 1.75 0.69
2:J:328: THR:O 2:J:329:PHE:CG 2.45 0.69
6:N:353:LEU:O 6:N:367:VAL:CG1 2.40 0.69
8:P:237:LYS:HB3 8:P:314:ASN:HB3 1.63 0.69
3:C:416:GLY:HA2 9:C:1101:ADP:H2’ 1.74 0.69
4:D:169:PHE:O 4:D:173:LEU:HD13 1.92 0.69
4:1:521:ILE:HG21 7:0:52:LEU:H 1.56 0.69
6:N:433:LYS:HG3 6:N:444:1LE:HG13 1.74 0.69
3:C:225:LEU:HD13 | 3:C:320:VAL:HG13 1.73 0.69
4:D:265:LYS:NZ 8:H:343:ARG:HD3 2.07 0.69
1:1:230:SER:O 1:1:233:MET:HG3 1.91 0.69
1:1:299: THR:HG23 1:1:326:LEU:HD12 1.75 0.69
2:J:311:PHE:O 2:J:315:GLU:HG2 1.93 0.69
2:B:32:LEU:CD1 6:F:532:GLU:OE2 2.41 0.69
4:D:134:ILE:CD1 4:D:424:ARG:HD3 2.20 0.69
4:D:404:LEU:HD22 4:D:410:LEU:-HG 1.74 0.69
8:H:153:LYS:H 8:H:153:LYS:HD2 1.56 0.69
2:J:30:GLY:HA2 2:J:33:VAL:CG2 2.22 0.69
2:J:459:LEU:HB2 2:J:472:LEU:HD21 1.73 0.69
7:0:109:MET:HG2 | 7:0:514:THR:HG22 1.74 0.69
7:0:148:THR:O 7:0:149:SER:CB 2.40 0.69
2:B:32:LEU:HG 6:F:532:GLU:OE1 1.92 0.69
2:B:257:LYS:HA 2:B:260:GLN:HB3 1.75 0.69
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4:D:15:GLU:O 4:D:523:ASP:0OD2 2.11 0.69
4:D:159:SER:O 4:D:161:LYS:HD3 1.93 0.69
4:D:166:TYR:O 4:D:169:PHE:HB3 1.92 0.69
5:E:35:GLN:CD 5:E:36:GLY:HA3 2.13 0.69
5:E:166:ASP:HB3 5:E:167:ASP:CB 2.23 0.69
6:F:167:-THR:HA 6:F:168:GLU:HB3 1.75 0.69
6:F:539:SER:HB3 6:F:542:LYS:CD 2.15 0.69
7:G:148:THR:O 7:G:149:SER:CB 2.40 0.69
8:H:291:ILE:HD11 8:H:345:GLY:HA2 1.73 0.69
8:H:335:VAL:HG13 8:H:379:SER:HB3 1.75 0.69
8:H:346:ALA:N 8:H:347:PRO:CD 2.56 0.69
1:1:350:PHE:HD2 1:1:351:GLU:H 1.37 0.69
2:J:328: THR:O 2:J:329:PHE:CD1 2.46 0.69
2:J:475:ASN:H 2:J:475:ASN:ND2 1.89 0.69
6:N:433:LYS:HG2 6:N:444:1LE:HG21 1.74 0.69
8:P:153:LYS:H &:P:153:LYS:HD2 1.56 0.69
3:C:467:LEU:O 3:C:471:LEU:HB2 1.93 0.69
5:E:544:LEU:HD23 | 6:F:384:THR:HG21 1.73 0.69
6:F:433:LYS:HG3 6:F:444:1LE:HG21 1.73 0.69
7:G:396:ALA:O 7:G:399:ILE:HG22 1.92 0.69
3:K:299:LYS:CA 3:K:319:ARG:CB 2.70 0.69
5:M:319:ASP:O 5:M:340:LEU:CB 2.40 0.69
2:B:459:LEU:HB2 2:B:472:LEU:HD21 1.73 0.69
3:C:125:LEU:HD22 | 3:C:445:VAL:HG23 1.74 0.69
6:F:158:LEU:O 6:F:158:LEU:CD1 2.39 0.69
6:F:209:PHE:HB2 6:F:378:ILE:HB 1.75 0.69
6:F:354:VAL:HG22 | 6:F:367:VAL:HG13 1.75 0.69
2:J:30:GLY:HA2 2:J:33:VAL:HG23 1.73 0.69
3:K:299:LYS:N 3:K:319:ARG:CB 2.55 0.69
4:1.:520:ARG:O 7:0:49:SER:CB 2.36 0.69
1:A:94:ILE:HG22 1:A:96:ASP:H 1.56 0.68
1:A:224:LEU:HD11 1:A:226:CYS:HB2 1.75 0.68
2:B:39:PRO:HA 2:B:163:SER:HA 1.74 0.68
6:F:353:LEU:O 6:F:367:VAL:CG1 2.40 0.68
7:G:94:VAL:HG13 7:G:95:GLY:H 1.59 0.68
7:G:450:PRO:HA 7:G:453:LEU:HD12 1.75 0.68
2:J:360:LYS:C 2:J:362:GLY:HA2 2.12 0.68
3:K:467:LEU:O 3:K:471:LEU:HB2 1.93 0.68
1:A:12:THR:HB 1:A:13:LEU:HB2 1.74 0.68
1:A:94:ILE:HG12 1:A:523:SER:HA 1.75 0.68
2:B:328: THR:O 2:B:329:PHE:CD1 2.46 0.68

Continued on next page...




Page 69

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:C:299:LYS:N 3:C:319:ARG:CB 2.55 0.68
5:E:251:HIS:O 5:E:253:GLN:N 2.25 0.68
2:J:83:VAL:HG21 3:K:384:GLY:O 1.92 0.68
5:M:74:LEU:-HG 5:M:93:GLN:HB3 1.75 0.68
6:N:154:ALA:HB2 | 6:N:402:VAL:HG23 1.73 0.68
8:P:346:ALA:N 8:P:347:PRO:CD 2.56 0.68
6:F:420:1LE:HG22 6:F:482:ASP:OD1 1.94 0.68
2:J:30:GLY:CA 2:J:33:VAL:HG23 2.24 0.68
4:1:169:PHE:O 4:1.:173:LEU:HD13 1.92 0.68
8:P:6:PRO:HB3 8:P:7:GLN:HA 1.75 0.68
8:P:316:TYR:HD?2 8:P:316:TYR:N 1.87 0.68
1:A:66:GLY:O 1:A:69:ILE:HG22 1.94 0.68
4:D:71:LEU:CA 8:P:6:PRO:CG 2.71 0.68
2:J:4:GLN:CB 2:J:5:ILE:HG12 2.24 0.68
2:J:422:ILE:HG22 2:J:424:GLY:N 2.08 0.68
4:1.:159:SER:O 4:1.:161:LYS:HD3 1.93 0.68
4:1.:404:LEU:HD22 4:1:410:LEU:HG 1.74 0.68
6:N:141: THR:HB 6:N:409:LYS:HG3 1.75 0.68
6:N:330:LEU:HB2 6:N:375:SER:OG 1.93 0.68
2:B:30:GLY:CA 2:B:33:VAL:HG23 2.24 0.68
5:E:74:.LEU:HG 5:E:93:GLN:HB3 1.75 0.68
6:F:141: THR:HB 6:F:409:LYS:HG3 1.75 0.68
6:F:233:VAL:HG13 6:F:351:SER:HB3 1.76 0.68
6:F:433:LYS:HG2 6:F:444:1LE:HG21 1.74 0.68
7:G:109:MET:HG2 | 7:G:514:THR:HG22 1.74 0.68
2:J:285:1LE:HD11 2:J:289:LEU:CD2 2.24 0.68
2:J:402:LEU:HD21 2:J:483:ARG:HG3 1.74 0.68
6:N:354:VAL:HG22 | 6:N:367:VAL:HG13 1.75 0.68
4:D:184:GLU:C 4:D:186:SER:O 2.32 0.68
6:F:7:ASN:OD1 6:F:8:PRO:N 2.25 0.68
8:H:283:GLN:O 8:H:287:MET:HG2 1.93 0.68
8:P:24:ALA:HB2 8:P:531:ALA:HB1 1.76 0.68
2:B:402:LEU:HD21 | 2:B:483:ARG:HG3 1.74 0.68
4:D:178:VAL:HG11 | 4:D:401:ILE:HD11 1.76 0.68
4:D:461:ASN:HB3 4:D:464:LYS:HG2 1.75 0.68
8:H:249:VAL:HG22 &:H:300:VAL:HB 1.75 0.68
2:J:295:GLU:OE2 6:N:338:ASN:HB2 1.92 0.68
2:J:414:ALA:O 2:J:417:-THR:HG22 1.92 0.68
5:M:166:ASP:HB3 5:M:167:ASP:CB 2.23 0.68
1:A:289:ILE:HA 1:A:293:ALA:HB2 1.76 0.68
2:B:19:ARG:NH2 2:B:512:ASP:H 1.92 0.68
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:181:ILE:HD13 4:D:373:PRO:O 1.94 0.68
4:1.:178:VAL:HG11 4:1.:401:ILE:HD11 1.76 0.68
6:N:154:ALA:O 6:N:157:SER:OG 2.12 0.68
8:H:131:TYR:HD2 8:H:452:PHE:HD2 1.42 0.68
8:H:291:ILE:HD12 8:H:347:PRO:CG 2.24 0.68
3:K:250:LEU:HG 3:K:301:VAL:CB 2.23 0.68
4:1.:15:GLU:O 4:1.:523:ASP:0D2 2.11 0.68
3:C:250:LEU:HG 3:C:301:VAL:CB 2.23 0.68
5:E:34:ASP:O 6:N:117:ILE:HD12 1.94 0.68
6:F:43:LEU:HD23 6:F:57:LYS:CB 2.20 0.68
3:K:332: THR:HB 3:K:349:GLY:HA3 1.76 0.68
4:1:521:1LE:HG23 7:0:50:ASP:O 1.94 0.68
7:0:409:ILE:HG22 7:0:410:VAL:H 1.59 0.68
8:P:291:1ILE:HD12 8:P:347:PRO:CG 2.24 0.68
2:B:285:ILE:HD11 2:B:289:LEU:CD2 2.24 0.67
6:F:352:GLY:O 6:F:353:LEU:C 2.33 0.67
8:H:6:PRO:HB3 8:H:7:GLN:HA 1.76 0.67
1:1:66:GLY:O 1:1:69:ILE:HG22 1.94 0.67
2:J:257:LYS:HA 2:J:260:GLN:HB3 1.75 0.67
4:1.:184:GLU:C 4:1.:186:SER:O 2.32 0.67
6:N:167:-THR:HA 6:N:168:GLU:HB3 1.75 0.67
7:0:42:PRO:0O 7:0:48:GLY:CA 2.40 0.67
7:0:94:VAL:HG13 7:0:95:GLY:H 1.59 0.67
2:B:311:PHE:O 2:B:315:GLU:HG2 1.93 0.67
3:C:332: THR:HB 3:C:349:GLY:HA3 1.76 0.67
5:E:88:ALA:HB1 5:E:109:LYS:HZ1 1.60 0.67
6:F:330:LEU:HB2 6:F:375:SER:OG 1.93 0.67
6:F:352:GLY:O 6:F:367:VAL:HG11 1.91 0.67
7:G:241:1ILE:HB 7:G:330:VAL:HG11 1.77 0.67
7:G:448:VAL:HG12 | 7:G:452:GLN:NE2 2.09 0.67
7:G:492:PHE:HA 7:G:497:-TRP:HE1 1.59 0.67
6:N:423:SER:O 6:N:427:ARG:HG3 1.94 0.67
2:B:243:VAL:HG12 2:B:245:ILE:H 1.59 0.67
3:C:94:THR:HG23 10:C:1102:BEF:F1 1.82 0.67
4:D:241:1LE:H 4:D:241:.1LE:HD12 1.60 0.67
6:F:170:LEU:O 6:F:173:ILE:HG22 1.94 0.67
1:1:64:ASN:ND2 1:1:166:SER:O 2.27 0.67
1:1:289:ILE:HA 1:1:293:ALA:HB2 1.76 0.67
6:N:501:PRO:CB 6:N:506:1LE:HB 2.17 0.67
7:0:241:1ILE:HB 7:0:330:VAL:HG11 1.77 0.67
7:0:450:PRO:HA 7:0:453:LEU:HD12 1.75 0.67
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Atom-1 Atom-2 distance (A) overlap (A)
8:P:249:VAL:HG22 8:P:300:VAL:HB 1.76 0.67
2:B:237:THR:N 2:B:287:ARG:HG3 2.10 0.67
2:B:422:ILE:HG22 2:B:424:GLY:N 2.08 0.67
&:H:54:ILE:CG1 8:H:64:ILE:HG12 2.13 0.67
1:1:94:ILE:HG12 1:1:523:SER:HA 1.75 0.67
2:J:422:1LE:HB 2:J:427:SER:CB 2.15 0.67
6:N:209:PHE:HB2 6:N:378:ILE:HB 1.75 0.67
8:P:283:GLN:O 8:P:287:MET:HG2 1.93 0.67
1:A:64:ASN:ND2 1:A:166:SER:O 2.27 0.67
2:B:295:GLU:OE2 6:F:338:ASN:HB2 1.93 0.67
4:D:521:ILE:CG2 7:G:50:ASP:O 2.42 0.67
5:E:34:ASP:CA 6:N:117:ILE:CD1 2.66 0.67
7:G:162:ALA:HB3 | 7:G:179:VAL:HG13 1.77 0.67
4:1.:100:THR:HG22 | 4:L:515:VAL:HG13 1.77 0.67
6:N:321:LYS:HA 6:N:321:LYS:HE3 1.75 0.67
4:D:69:ALA:O 8:H:15:LYS:HE2 1.94 0.67
6:F:224:MET:CE 6:F:316:ALA:H 2.06 0.67
8:H:334:ARG:HG2 &:H:380:ARG:HB3 1.77 0.67
1:1:66:GLY:H 1:1:99: THR:HG22 1.60 0.67
2:J:19:ARG:NH2 2:J:512:ASP:H 1.92 0.67
3:K:108:ALA:N 3:K:109:PRO:HD2 2.10 0.67
5:M:251:HIS:O 5:M:253:GLN:N 2.24 0.67
6:N:485:GLU:HB3 6:N:488: TYR:CB 2.24 0.67
1:A:66:GLY:H 1:A:99: THR:HG22 1.60 0.67
4:D:100:THR:HG22 | 4:D:515:VAL:HG13 1.77 0.67
6:F:151:LEU:HB3 6:F:175:THR:OG1 1.95 0.67
7:G:282:LEU:HD22 | 7:G:307:PHE:HB3 1.76 0.67
1:1:348:GLU:CB 1:1:349: THR:HA 2.25 0.67
6:N:170:LEU:O 6:N:173:ILE:HG22 1.94 0.67
7:0:492:PHE:HA 7:0:497:TRP:HE1 1.59 0.67
8:P:335:VAL:HG13 8:P:379:SER:HB3 1.75 0.67
2:B:34:LYS:O 2:B:36: THR:N 2.27 0.67
6:F:485:GLU:HB3 6:F:488:TYR:CB 2.25 0.67
4:L:181:ILE:HD13 4:1.:373:PRO:O 1.94 0.67
4:1.:461:ASN:HB3 4:1.:464:LYS:HG2 1.75 0.67
6:N:16:ASP:HA 6:N:19:LEU:CD1 2.20 0.67
6:N:280:LEU:HD23 6:N:280:LEU:H 1.60 0.67
7:0:282:LEU:HD22 | 7:0:307:PHE:HB3 1.76 0.67
4:D:528:ARG:H 4:D:528:ARG:HE 1.43 0.67
6:F:187:ASP:0O 6:F:188:ASN:CB 2.43 0.67
6:F:423:SER:O 6:F:427:ARG:HG3 1.94 0.67
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Atom-1 Atom-2 distance (A) overlap (A)
8:H:6:PRO:O 7:0:58:GLN:NE2 2.28 0.67
6:N:187:ASP:O 6:N:188:ASN:CB 2.43 0.67
7:0:162:ALA:HB3 | 7:0:179:VAL:HG13 1.77 0.67
4:D:233:LYS:HA 4:D:345:ASP:O 1.95 0.67
5:E:355:ALA:HB3 6:F:222:PRO:HG2 1.76 0.67
1:1:250:ASN:CG 1:1:250:ASN:O 2.32 0.67
4:1.:9:ALA:HB1 7:0:76:VAL:H 1.60 0.67
8:P:334:ARG:HG2 8:P:380:ARG:HB3 1.77 0.67
3:C:467:LEU:HD21 | 3:C:491:ILE:HG21 1.78 0.66
6:F:195:GLU:OE1 6:F:197:MET:SD 2.53 0.66
1:1:397:GLU:HG2 1:1:400:ARG:HH11 1.61 0.66
1:A:507:GLY:O 1:A:508:LYS:CB 2.43 0.66
7:G:91:ASP:O 7:G:95:GLY:HA2 1.95 0.66
2:J:237:THR:N 2:J:287:ARG:HG3 2.10 0.66
4:1.:24:ASN:HD21 4:1:524:ILE:HD11 1.60 0.66
6:N:224:MET:CE 6:N:316:ALA:H 2.06 0.66
7:0:108:LEU:HD11 | 7:0:511: THR:HG22 1.77 0.66
7:0:448:VAL:HG12 | 7:0:452:GLN:NE2 2.09 0.66
1:A:118:ASN:C 1:A:119:LYS:HD2 2.16 0.66
1:A:348:GLU:CB 1:A:349: THR:HA 2.25 0.66
2:B:206:SER:CB 2:B:368:VAL:HG13 2.26 0.66
2:B:329:PHE:C 2:B:329:PHE:HD2 1.96 0.66
2:B:360:LYS:C 2:B:362:GLY:HA2 2.12 0.66
4:D:24:ASN:HD21 4:D:524:.1LE:HD11 1.60 0.66
9:D:601:ADP:03’ 9:D:601:ADP:H8 1.78 0.66
7:G:483:PHE:CB 9:G:601:ADP:HN62 2.08 0.66
8:H:24:ALA:HB2 8:H:531:ALA:HB1 1.76 0.66
2:J:409:MET:HE2 2:J:409:MET:HA 1.76 0.66
3:K:265:LYS:NZ 3:K:268:ASP:CB 2.55 0.66
3:K:467:LEU:HD21 | 3:K:491:ILE:HG21 1.77 0.66
4:1:241:ILE:H 4:1:241:ILE:HD12 1.60 0.66
8:P:131:TYR:HD2 8:P:452:PHE:HD2 1.42 0.66
6:F:543:GLU:O 6:F:544: THR.:C 2.33 0.66
7:G:343:PRO:HA 7:G:346:LEU:HD21 1.78 0.66
7:G:410:VAL:HG12 7:G:498:GLU:O 1.95 0.66
2:J:49:ALA:HB1 6:N:538:ARG:HB2 1.78 0.66
4:1.:24:ASN:HA 4:1:74:VAL:HG21 1.77 0.66
7:0:317:ARG:HG3 7:0:317:ARG:O 1.94 0.66
1:A:397:GLU:HG2 | 1:A:400:ARG:HH11 1.61 0.66
2:B:4:GLN:CB 2:B:5:ILE:HG12 2.24 0.66
2:B:23:PHE:HA 2:B:103:LEU:HD13 1.77 0.66
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2:B:165:ILE:HG12 6:F:529:LEU:HD13 1.76 0.66
2:B:255:THR:HA 2:B:258:LEU:HD13 1.77 0.66
4:D:44:-MET:HG3 8:H:531:ALA:HB3 1.77 0.66
7:G:317:ARG:HG3 7:G:317:ARG:O 1.95 0.66
8:H:204:VAL:HG13 | 8:H:405:VAL:CG1 2.25 0.66
1:1:431:1ILE:HG12 1:1:482:ALA:CB 2.25 0.66
2:J:422:1LE:O 2:J:423:ASP:CG 2.34 0.66
2:J:463:1LE:O 2:J:467:1ILE:CA 2.44 0.66
4:1.:528:ARG:H 4:1.:528:ARG:HE 1.43 0.66
6:N:352:GLY:O 6:N:353:LEU:C 2.33 0.66
6:N:541:LEU:HB3 6:N:543:GLU:H 1.60 0.66
4:1:233:LYS:HA 4:1.:345:ASP:O 1.95 0.66
4:D:252:ILE:HB 8:H:262:LYS:O 1.96 0.66
6:F:451:LEU:O 6:F:455:PRO:CD 2.44 0.66
4:1.:254:VAL:HG22 8:P:265:VAL:HA 1.77 0.66
6:N:75:LEU:HD22 6:N:527:LEU:HD11 1.78 0.66
7:0:516:LEU:HD11 | 7:0:517:ILE:HG12 1.75 0.66
2:B:444:LEU:HD21 9:B:601:ADP:H1’ 1.78 0.66
6:F:541:LEU:HB3 6:F:543:GLU:H 1.60 0.66
7:G:409:1LE:HG22 7:G:410:VAL:H 1.59 0.66
3:K:297:THR:O 3:K:319:ARG:HA 1.96 0.66
6:N:233:VAL:HG13 6:N:351:SER:HB3 1.76 0.66
7:0:410:VAL:HG12 7:0:498:GLU:O 1.95 0.66
8:P:6:PRO:CB 8:P:7:GLN:HA 2.26 0.66
1:A:54:VAL:HG12 1:A:56:ASP:H 1.60 0.66
1:A:65:ASP:HB3 1:A:68:THR:OG1 1.96 0.66
7:G:108:LEU:HD11 | 7:G:511: THR:HG22 1.77 0.66
1:1:118:ASN:C 1:1:119:LYS:HD2 2.16 0.66
5:M:55:ARG:HG3 5:M:131:ASP:0OD2 1.96 0.66
5:M:350:GLU:HA 5:M:352:GLU:OE2 1.96 0.66
7:0:75:VAL:HG21 7:0:84:VAL:HG21 1.78 0.66
7:0:91:ASP:O 7:0:95:GLY:HA2 1.95 0.66
1:A:183:ALA:HB1 1:A:383:SER:CB 2.26 0.66
1:A:431:ILE:HG12 1:A:482:ALA:CB 2.25 0.66
5:E:55:ARG:HG3 5:E:131:ASP:0OD2 1.96 0.66
6:F:280:LEU:HD23 6:F:280:LEU:H 1.59 0.66
7:G:70:LEU:HB3 7:G:84:VAL:HG13 1.78 0.66
8:H:6:PRO:CB 8:H:7:GLN:HA 2.26 0.66
2:J:3:VAL:O 2:J:5:ILE:HG12 1.96 0.66
2:J:243:VAL:HG12 2:J:245:.1LE:H 1.60 0.66
2:J:255: THR:HA 2:J:258:LEU:HD13 1.77 0.66
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Atom-1 Atom-2 distance (A) overlap (A)
6:N:151:LEU:HB3 6:N:175:THR:OG1 1.95 0.66
6:N:420:1LE:HG22 6:N:482:ASP:OD1 1.94 0.66
8:P:24:ALA:CA 8:P:531:ALA:O 2.43 0.66
8:P:94:.ILE:HD12 8:P:95:ASP:H 1.61 0.66
1:A:250:ASN:CG 1:A:250:ASN:O 2.32 0.65
3:C:108:ALA:N 3:C:109:PRO:HD2 2.10 0.65
5:M:66:GLY:N 9:M:601:ADP:H5’1 2.07 0.65
7:0:90:GLN:CG 7:0:101:VAL:HG21 2.24 0.65
6:F:75:LEU:HD22 6:F:527:LEU:HD11 1.78 0.65
6:F:193:MET:HE2 6:F:330:LEU:HD11 1.76 0.65
6:N:195:GLU:OE1 6:N:197:MET:SD 2.53 0.65
6:N:543:GLU:O 6:N:544: THR.:C 2.33 0.65
4:D:185:ASN:N 4:D:186:SER:O 2.30 0.65
6:F:154:ALA:O 6:F:157:SER:OG 2.12 0.65
8:H:94:ILE:HD12 8:H:95:ASP:H 1.61 0.65
2:J:263:LYS:HZ1 3:K:266:GLU:CB 2.09 0.65
2:J:300:ASP:O 2:J:301:LEU:CB 2.44 0.65
6:N:451:LEU:O 6:N:455:PRO:CD 2.44 0.65
2:B:5:ILE:HG13 2:B:6:PHE:N 2.09 0.65
4:D:254:VAL:CG2 8:H:265:VAL:HA 2.25 0.65
1:1:183:ALA:HB1 1:1:383:SER:CB 2.26 0.65
2:J:319:LEU:HD21 2:J:357:SER:OG 1.97 0.65
2:J:492:LYS:HE2 2:J:493:LEU:N 2.12 0.65
6:N:353:LEU:O 6:N:367:VAL:HG13 1.97 0.65
2:B:422:1ILE:O 2:B:423:ASP:CG 2.34 0.65
4:D:297:VAL:HB 4:D:298:ASN:HA 1.78 0.65
8:H:24:ALA:CA 8:H:531:ALA:O 2.43 0.65
3:K:57:LEU:N 3:K:57:LEU:CD2 2.57 0.65
3:K:269: TRP:HH?2 6:N:248:ASN:N 1.82 0.65
6:N:540: THR:HB 6:N:541:LEU:CD2 2.25 0.65
2:B:402:LEU:HD11 2:B:483:ARG:HE 1.62 0.65
3:C:122:ILE:HD13 3:C:522:ARG:HG2 1.79 0.65
7:G:75:VAL:HG21 7:G:84:VAL:HG21 1.78 0.65
8:H:250:PHE:HE2 8:H:299:1LE:HD12 1.62 0.65
1:1:65:ASP:HB3 1:I:68: THR:OG1 1.96 0.65
2:J:459:LEU:HD22 2:J:472:LEU.CG 2.26 0.65
4:1.:297:VAL:HB 4:1.:298:ASN:HA 1.78 0.65
6:N:53:ILE:C 6:N:53:ILE:CD1 2.62 0.65
8:P:250:PHE:HE2 8:P:299:ILE:HD12 1.61 0.65
1:I:187:VAL:HG23 1:1:383:SER:HB3 1.79 0.65
1:I:507:GLY:O 1:1:508:LYS:CB 2.43 0.65
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2:J:5:1ILE:HG13 2:J:6:PHE:N 2.09 0.65
2:J:23:PHE:HA 2:J:103:LEU:HD13 1.77 0.65
2:J:393:GLN:HB3 2:J:492:LYS:HE3 1.79 0.65
3:K:255:GLY:H 3:K:259: THR:HG21 1.62 0.65
8:P:300:VAL:HG11 | &8:P:332:LEU:HD21 1.79 0.65
4:D:330:CYS:CB 4:D:345:ASP:0OD2 2.44 0.65
6:F:540: THR:HB 6:F:541:LEU:.CD2 2.25 0.65
7:G:86:ILE:HA 7:G:89:ALA:HB3 1.79 0.65
1:1:54:VAL:HG12 1:1:56:ASP:H 1.60 0.65
6:N:540: THR:O 6:N:542:LYS:CG 2.44 0.65
7:0:70:LEU:HB3 7:0:84:VAL:HG13 1.78 0.65
2:B:8:ASP:CB 2:B:9:GLN:HA 2.22 0.65
2:B:278:LYS:HA 2:B:333:SER:HB3 1.79 0.65
2:B:319:LEU:HD21 2:B:357:SER:OG 1.97 0.65
4:D:24:ASN:HA 4:D:74:VAL:HG21 1.77 0.65
4:D:217:GLN:NE2 4:D:316:ILE:HA 2.12 0.65
6:F:174:VAL:HG13 | 6:F:399:LEU:HD13 1.77 0.65
7:G:446:LEU:HD21 | 7:G:507:LEU:HD23 1.78 0.65
2:J:409:MET:HB3 2:J:463:1LE:HD13 1.78 0.65
4:1.:38:SER:HB3 4:1:46:LYS:HZ3 1.61 0.65
4:1.:154:ALA:HB2 4:1.:175:VAL:HG13 1.79 0.65
7:0:56:SER:HA 7:0:57:ASN:C 2.17 0.65
3:C:161:THR:H 3:C:165:1LE:HG13 1.62 0.65
3:C:297:THR:O 3:C:319:ARG:HA 1.96 0.65
5:E:350:GLU:HA 5:E:352:GLU:OE2 1.96 0.65
6:F:539:SER:HB2 6:F:542:LYS:CD 2.27 0.65
7:G:454:CYS:HB2 7:G:461:ALA:CB 2.27 0.65
2:J:27:ILE:CD1 2:J:104:ARG:HH11 2.09 0.65
2:J:230:LYS:HA 2:J:337:LEU:O 1.97 0.65
2:J:402:LEU:HD11 2:J:483:ARG:HE 1.62 0.65
7:0:83:LEU:HD23 7:0:86:ILE:HD11 1.78 0.65
2:B:21:SER:OG 1:I:8:SER:N 2.30 0.64
2:J:45:LEU:HB2 6:N:533:LEU:CB 2.27 0.64
4:1.:38:SER:HB3 4:1.:46:LYS:NZ 2.12 0.64
4:1.:185:ASN:N 4:1.:186:SER:O 2.30 0.64
4:1.:214:VAL:HG22 4:1.:362:ARG:HG2 1.80 0.64
1:A:45:GLY:H 9:A:601:ADP:H5’1 1.63 0.64
2:B:206:SER:HB2 2:B:368:VAL:HG22 1.78 0.64
2:B:300:ASP:O 2:B:301:LEU:CB 2.44 0.64
2:B:463:ILE:O 2:B:467:ILE:CA 2.44 0.64
2:B:492:LYS:HE2 2:B:493:LEU:N 2.12 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
3:C:255:GLY:H 3:C:259:THR:HG21 1.62 0.64
4:D:38:SER:HB3 4:D:46:LYS:NZ 2.12 0.64
4:D:226:PRO:HB2 4:D:311:MET:HG2 1.79 0.64
4:D:521:ILE:HG21 7:G:52:LEU:H 1.61 0.64
6:F:241:GLU:HA 6:F:302:ASP:0D2 1.98 0.64
2:J:197:LYS:HB3 2:J:381:GLU:OE1 1.97 0.64
3:K:124:ALA:HB1 3:K:441:PRO:HB2 1.79 0.64
4:1.:524:1LE:HG23 7:0:52:LEU:HD22 1.80 0.64
7:0:446:LEU:HD21 | 7:0:507:LEU:HD23 1.78 0.64
4:D:239:PHE:H 4:D:288:1ILE:HD12 1.62 0.64
7:G:90:GLN:CG 7:G:101:VAL:HG21 2.24 0.64
7:G:235:LYS:CB 7:G:352:PHE:O 2.46 0.64
3:K:269: TRP:CH2 6:N:248:ASN:N 2.60 0.64
4:1.:217:GLN:NE2 4:1.:316:1ILE:HA 2.12 0.64
4:1:410:LEU:HD13 | 4:L:498:LEU:HD22 1.78 0.64
6:N:143:LEU:HD22 6:N:145:ASN:HB3 1.79 0.64
1:A:187:VAL:HG23 1:A:383:SER:HB3 1.79 0.64
2:B:8:ASP:HA 2:B:10:VAL:HG23 1.80 0.64
2:B:230:LYS:HA 2:B:337:LEU:O 1.98 0.64
5:E:39:LYS:HE2 6:N:109:ILE:O 1.96 0.64
6:F:53:ILE:C 6:F:53:ILE:CD1 2.62 0.64
6:F:419:TYR:CZ 6:F:513:LEU:HD21 2.32 0.64
7:G:83:LEU:HD23 7:G:86:ILE:HD11 1.78 0.64
2:J:357:SER:C 2:J:360:LYS:CB 2.66 0.64
2:J:408:GLU:HG2 2:J:440:LEU:HB3 1.78 0.64
6:N:419:TYR:CZ 6:N:513:LEU:HD21 2.32 0.64
1:A:184:LEU:HD21 1:A:198:TYR:CB 2.28 0.64
2:B:232:LEU:HD21 | 2:B:325:VAL:HG21 1.79 0.64
2:B:393:GLN:HB3 2:B:492:LYS:HE3 1.79 0.64
6:F:434:LEU:O 6:F:438:GLY:CA 2.45 0.64
7:G:42:PRO:O 7:G:48:GLY:CA 2.40 0.64
2:J:232:LEU:HD21 2:J:325:VAL:HG21 1.80 0.64
2:J:295:GLU:HB2 6:N:337:GLN:NE2 2.12 0.64
4:1.:226:PRO:HB2 4:1.:311:MET:HG2 1.80 0.64
4:1.:239:PHE:H 4:1:288:ILE:HD12 1.62 0.64
6:N:414:GLY:O 6:N:415:ALA:HB3 1.97 0.64
7:0:239:PRO:HA 7:0:291:ASN:HD21 1.63 0.64
8:P:168:SER:HB3 8:P:175:GLU:HB3 1.80 0.64
1:A:218:LEU:HD22 1:A:219:VAL:H 1.63 0.64
2:B:409:MET:HB3 2:B:463:ILE:HD13 1.78 0.64
4:D:134:ILE:HD11 4:D:424:ARG:CG 2.28 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:214:VAL:HG22 | 4:D:362:ARG:HG2 1.80 0.64
4:D:410:LEU:HD13 | 4:D:498:LEU:HD22 1.78 0.64
5:E:166:ASP:H 5:E:167:ASP:HB2 1.60 0.64
7:G:56:SER:HA 7:G:57:ASN:C 2.16 0.64
7:G:239:PRO:HA 7:G:291:ASN:HD21 1.63 0.64
2:J:8:ASP:HA 2:J:10:VAL:HG23 1.79 0.64
3:K:122:1LE:HD13 3:K:522:ARG:HG2 1.79 0.64
6:N:174:VAL:HG13 | 6:N:399:LEU:HD13 1.78 0.64
7:G:109:MET:HG2 7:G:514:THR:CG2 2.28 0.64
7:G:516:LEU:HD11 | 7:G:517:ILE:HG12 1.75 0.64
3:K:161: THR:H 3:K:165:ILE:HG13 1.62 0.64
4:1:134:ILE:HD11 4:1:424:ARG:CG 2.28 0.64
6:N:434:LEU:O 6:N:438:GLY:CA 2.45 0.64
7:0:343:PRO:HA 7:0:346:LEU:HD21 1.78 0.64
7:0:454:CYS:HB2 7:0:461:ALA:CB 2.27 0.64
2:B:197:LYS:HB3 2:B:381:GLU:OE1 1.97 0.64
3:C:93:THR:HG22 10:C:1102:BEF:F2 1.87 0.64
4:D:499:GLN:NE2 9:D:601:ADP:H2’ 2.12 0.64
6:F:353:LEU:O 6:F:367:VAL:HG13 1.97 0.64
2:J:201:GLY:H 6:N:86:1ILE:HD12 1.63 0.64
5:M:66:GLY:H 9:M:601:ADP:C5’ 2.05 0.64
6:N:538:ARG:HH11 6:N:538:ARG:CG 2.11 0.64
7:0:86:ILE:HA 7:0:89:ALA:HB3 1.79 0.64
7:0:191:ARG:CD 7:0:192:ASN:N 2.61 0.64
1:A:517:VAL:C 1:A:518:LEU:HG 2.18 0.64
2:B:4:GLN:HB2 3:C:71:ALA:HB3 1.80 0.64
4:D:154:ALA:HB2 | 4:D:175:VAL:HG13 1.79 0.64
2:J:465:ASN:C 2:J:465:ASN:0OD1 2.36 0.64
4:1L:367:ARG:C 4:1.:369:ASN:H 2.01 0.64
6:N:83:GLN:HG3 6:N:94:VAL:CG2 2.18 0.64
1:A:66:GLY:N 1:A:99: THR:HG22 2.12 0.64
3:C:223:VAL:HG12 3:C:224:LEU:H 1.63 0.64
5:E:33:LYS:HE2 6:N:117:ILE:HG12 1.79 0.64
5:E:128:ALA:HB2 | 5:E:478: THR:HG21 1.80 0.64
6:F:23:VAL:HG11 6:F:106:HIS:CB 2.28 0.64
6:F:331:VAL:O 6:F:332:THR:OG1 2.12 0.64
1:1:66:GLY:N 1:1:99: THR:HG22 2.12 0.64
2:J:278:LYS:HA 2:J:333:SER:HB3 1.79 0.64
2:J:411:MET:O 2:J:415:VAL:HG23 1.98 0.64
5:M:401: THR:O 5:M:402:LYS:CB 2.46 0.64
6:N:352:GLY:O 6:N:367:VAL:HG11 1.91 0.64
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7:0:317:ARG:O 7:0:317:ARG:CG 2.46 0.64
2:B:357:SER:C 2:B:360:LYS:CB 2.66 0.63
3:C:124:ALA:HB1 3:C:441:PRO:HB2 1.79 0.63
1:1:540:ARG:O 5:M:70:LEU:HB3 1.98 0.63
2:J:329:PHE:C 2:J:329:PHE:HD2 1.95 0.63
5:M:166:ASP:H 5:M:167:ASP:HB2 1.60 0.63
8:P:430:LEU:HD13 8:P:434:1ILE:HD11 1.79 0.63
3:C:391:GLU:O 3:C:395:ASN:HB2 1.99 0.63
4:D:210:ILE:O 4:D:375:VAL:HG13 1.98 0.63
6:F:538:ARG:HH11 6:F:538:ARG:CG 2.11 0.63
1:1:218:LEU:HD22 1:1:219:VAL:H 1.63 0.63
2:J:251:LYS:N 6:N:251:PHE:HA 2.10 0.63
2:B:411:MET:O 2:B:415:VAL:HG23 1.98 0.63
7:G:317:ARG:O 7:G:317:ARG:CG 2.46 0.63
3:K:335:THR:HB 8:P:237:LYS:HE2 1.80 0.63
4:D:252:ILE:O 8:H:263:GLY:HA2 1.99 0.63
6:N:159:LEU:O 6:N:160: THR:CB 2.46 0.63
6:N:241:GLU:HA 6:N:302:ASP:0D2 1.98 0.63
7:0:235:LYS:CB 7:0:352:PHE:O 2.46 0.63
2:B:408:GLU:HG2 2:B:440:LEU:HB3 1.78 0.63
3:C:35:ILE:HD11 3:C:65:LEU:HG 1.80 0.63
6:F:83:GLN:HG3 6:F:94:VAL:CG2 2.18 0.63
6:F:106:HIS:O 6:F:109:ILE:HG12 1.97 0.63
8:H:300:VAL:HG11 | 8:H:332:LEU:HD21 1.79 0.63
8:H:430:LEU:HD13 | 8:H:434:1ILE:HD11 1.79 0.63
1:1:158:ASN:ND2 1:1:516:GLY:HA2 2.13 0.63
6:N:433:LYS:HB3 6:N:441:LYS:HA 1.80 0.63
6:N:539:SER:HB2 6:N:542:LYS:CD 2.27 0.63
7:0:282:LEU:HD21 | 7:0:306:PHE:HB2 1.80 0.63
2:B:236: THR:OG1 2:B:327:SER:HA 1.99 0.63
5:E:283: THR:HG22 5:E:284:LYS:H 1.64 0.63
6:F:143:LEU:HD22 6:F:145:ASN:HB3 1.79 0.63
6:F:330:LEU:CB 6:F:375:SER:OG 2.47 0.63
1:I:115:LEU:HD13 1:1:125:ILE:HD11 1.81 0.63
6:N:331:VAL:O 6:N:332: THR:OG1 2.12 0.63
7:0:237:ASN:C 7:0:239:PRO:HD3 2.18 0.63
8:P:204:VAL:HG13 8:P:405:VAL:CG1 2.25 0.63
2:B:465:ASN:C 2:B:465:ASN:OD1 2.36 0.63
6:F:159:LEU:O 6:F:160: THR:CB 2.46 0.63
7:G:191:ARG:CZ 7:G:192:ASN:N 2.61 0.63
1:1:55:ASP:HA 7:0:527:LYS:HB3 1.80 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:517:VAL:C 1:I:518:LEU:HG 2.18 0.63
2:J:210:GLU:OE1 2:J:357:SER:O 2.17 0.63
2:J:492:LYS:H 2:J:492:LYS:NZ 1.97 0.63
5:M:283: THR:HG22 5:M:284:LYS:H 1.64 0.63
6:N:106:HIS:O 6:N:109:ILE:HG12 1.97 0.63
6:N:330:LEU:CB 6:N:375:SER:OG 2.47 0.63
7:0:109:MET:SD 7:0:514: THR:HG22 2.39 0.63
7:0:109:MET:HG2 | 7:0:514:THR:CG2 2.28 0.63
7:0:189:LEU:N 7:0:190:ASP:HB2 2.14 0.63
1:A:458:1LE:HB 1:A:459:PRO:HD3 1.81 0.63
2:B:3:VAL:O 2:B:5:ILE:HG12 1.96 0.63
2:B:230:LYS:H 2:B:281:ILE:HG22 1.62 0.63
4:D:367:ARG:C 4:D:369:ASN:H 2.01 0.63
7:G:191:ARG:CD 7:G:192:ASN:N 2.61 0.63
7:G:498:GLU:HG2 9:G:601:ADP:02’ 1.99 0.63
8:H:168:SER:HB3 &:H:175:GLU:HB3 1.80 0.63
2:J:34:LYS:O 2:J:36:THR:N 2.27 0.63
5:M:104:LEU:CD2 | 5:M:123:VAL:HG13 2.27 0.63
6:N:23:VAL:HG11 6:N:106:HIS:CB 2.28 0.63
7:0:304:THR:HA 7:0:307:PHE:HE2 1.63 0.63
6:F:203:SER:C 6:F:205:LYS:H 2.03 0.63
6:F:414:GLY:O 6:F:415:ALA:HB3 1.98 0.63
1:1:228:VAL:CG2 1:1:363:GLN:NE2 2.49 0.63
2:J:98:LEU:O 2:J:102:LEU:HB2 1.99 0.63
2:J:422:1ILE:HG21 2:J:427:SER:HB3 1.79 0.63
4:1.:528:ARG:H 4:1.:528:ARG:NE 1.97 0.63
5:M:128:ALA:HB2 | 5:M:478: THR:HG21 1.80 0.63
5:M:383:GLN:O 5:M:391:ARG:CB 2.47 0.63
6:N:108:PHE:CE2 6:N:118:ILE:HG13 2.34 0.63
1:A:115:LEU:HD13 | 1:A:125:ILE:HD11 1.81 0.62
2:B:210:GLU:OE1 2:B:357:SER:O 2.17 0.62
4:D:528:ARG:H 4:D:528:ARG:NE 1.97 0.62
7:G:237:ASN:C 7:G:239:PRO:HD3 2.18 0.62
7:G:304:THR:HA 7:G:307:PHE:HE2 1.63 0.62
2:J:246:PHE:CD1 2:J:246:PHE:C 2.73 0.62
4:1,:292:1LE:HG13 4:1.:293:LEU:HA 1.81 0.62
1:A:158:ASN:ND2 1:A:516:GLY:HA2 2.13 0.62
2:B:38:GLY:HA3 2:B:474:LEU:CD1 2.29 0.62
5:E:273: THR:HG22 5:E:363:VAL:O 1.99 0.62
6:F:109:ILE:HG13 5:M:39:LYS:NZ 2.11 0.62
7:G:409:1ILE:HG22 7:G:410:VAL:N 2.14 0.62
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8:H:227:VAL:HG21 | 8:H:385:ILE:HD11 1.81 0.62
2:J:230:LYS:H 2:J:281:ILE:HG22 1.62 0.62
2:J:436:ALA:O 2:J:439:GLN:HB3 1.99 0.62
3:K:35:ILE:HD11 3:K:65:LEU:HG 1.80 0.62
7:0:79:ALA:O 7:0:82: THR:HG22 1.99 0.62
7:0:214:PHE:HD1 7:0:376:LEU:HB3 1.64 0.62
8:P:227:VAL:HG21 8:P:385:ILE:HD11 1.81 0.62
6:F:481:GLN:O 6:F:489:VAL:HG21 1.99 0.62
7:G:126:MET:HE3 7:G:515:ASN:HA 1.82 0.62
4:D:292:1LE:HG13 4:D:293:LEU:HA 1.82 0.62
5:E:174:GLU:O 5:E:175:LEU:.CG 2.47 0.62
5:E:337:GLN:C 5:E:338:ASN:HD22 2.03 0.62
7:G:109:MET:SD 7:G:514: THR:HG22 2.39 0.62
2:J:38:GLY:HA3 2:J:474:LEU:CD1 2.29 0.62
3:K:223:VAL:HG12 3:K:224:LEU:H 1.63 0.62
4:1.:375:VAL:HG12 4:1.:376:SER:H 1.64 0.62
1:A:184:LEU:CD2 1:A:198: TYR:CG 2.69 0.62
2:B:98:LEU:O 2:B:102:LEU:HB2 1.99 0.62
2:B:246:PHE:CD1 2:B:246:PHE:C 2.73 0.62
4:D:185:ASN:H 4:D:186:SER.:C 2.02 0.62
5:E:401:THR:O 5:E:402:LYS:CB 2.46 0.62
7:G:226:TYR:CE1 7:G:229:PHE:C 2.73 0.62
8:H:375:GLN:N &:H:376:GLY:HA3 2.14 0.62
3:K:391:GLU:O 3:K:395:ASN:HB2 1.98 0.62
4:1:210:ILE:O 4:1:375:VAL:HG13 1.98 0.62
6:N:173:ILE:HD11 6:N:209:PHE:HB3 1.82 0.62
7:0:409:ILE:HG22 7:0:410:VAL:N 2.14 0.62
8:P:24:ALA:O 8:P:28:ILE:HG13 1.99 0.62
8:P:227:VAL:HG22 | 8:P:370:VAL:HG12 1.81 0.62
3:C:142:PRO:HB3 3:C:410:PRO:HB2 1.81 0.62
8:H:227:VAL:HG22 | 8:H:370:VAL:HG12 1.81 0.62
8:H:441: THR:O 8:H:446:GLN:HG2 2.00 0.62
1:1:224:LEU:HD13 1:1:226:CYS:HB2 1.81 0.62
2:J:236: THR:0G1 2:J:327:SER:HA 1.99 0.62
5:M:88:ALA:HB1 5:M:109:LYS:HZ1 1.64 0.62
5:M:483:LEU:HD11 9:M:601:ADP:04’ 1.99 0.62
1:A:224:LEU:HD13 1:A:226:CYS:HB2 1.81 0.62
1:A:470:SER:H 3:K:115:ASN:CB 2.13 0.62
2:B:464:TYR:O 2:B:467:ILE:HD11 2.00 0.62
6:F:501:PRO:CB 6:F:506:ILE:HB 2.17 0.62
6:F:540:THR:O 6:F:542:LYS:CG 2.44 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
7:G:214:PHE:HD1 7:G:376:LEU:HB3 1.64 0.62
7:G:282:LEU:HD21 | 7:G:306:PHE:HB2 1.80 0.62
1:1:184:LEU:CD2 1:I:198:TYR:CG 2.69 0.62
1:1:480: TYR:O 1:1:483:ALA:HB3 2.00 0.62
2:J:375:GLN:NE2 6:N:75:LEU:HD12 2.14 0.62
3:K:495:VAL:HG23 | 3:K:500:TRP:HH2 1.65 0.62
6:N:481:GLN:O 6:N:489:VAL:HG21 1.99 0.62
7:0:226:TYR:CE1 7:0:229:PHE:C 2.73 0.62
2:B:436:ALA:O 2:B:439:GLN:HB3 2.00 0.62
4:D:375:VAL:HG12 4:D:376:SER:H 1.64 0.62
5:E:133:ALA:O 5:E:137:ILE:HG13 1.99 0.62
5:E:210:ASN:H 5:E:210:ASN:HD22 1.48 0.62
6:F:155:ARG:CB 6:F:171: THR:HG21 2.30 0.62
6:F:353:LEU:HB2 6:F:368: THR:OG1 2.00 0.62
7:G:189:LEU:N 7:G:190:ASP:HB2 2.14 0.62
7:G:413:GLY:HA3 7:G:491:ASN:ND2 2.15 0.62
1:1:458:ILE:HB 1:1:459:PRO:HD3 1.81 0.62
3:K:31:VAL:HG11 3:K:70:VAL:HG11 1.81 0.62
3:K:223:VAL:HG11 3:K:328:ILE:CG1 2.29 0.62
6:N:92: THR:CG2 10:N:602:BEF:F3 2.37 0.62
1:A:122:PRO:HG3 5:E:70:LEU:HD11 1.82 0.62
2:B:492:LYS:H 2:B:492:LYS:NZ 1.97 0.62
3:C:62:HIS:O 3:C:66:ARG:HG3 2.00 0.62
3:C:223:VAL:HG11 3:C:328:ILE:CG1 2.29 0.62
5:E:383:GLN:O 5:E:391:ARG:CB 2.47 0.62
8:H:131:TYR:CD2 8:H:452:PHE:HD2 2.17 0.62
2:J:8:ASP:CB 2:J:9:GLN:HA 2.22 0.62
3:K:264:GLU:C 3:K:265:LYS:CG 2.62 0.62
5:M:273: THR:HG22 5:M:363:VAL:O 1.99 0.62
7:0:43: THR:HG22 7:0:64:ASN:CB 2.27 0.62
3:C:462:GLY:O 3:C:464:PRO:HD3 1.99 0.62
5:E:348:GLY:O 5:E:351:LEU:HD11 2.00 0.62
1:1:233:MET:HG2 1:I:311:VAL:HG22 1.82 0.62
3:K:142:PRO:HB3 3:K:410:PRO:HB2 1.81 0.62
5:M:50:HIS:HB3 5:M:100:ILE:HG21 1.82 0.62
3:C:495:VAL:HG23 | 3:C:500:TRP:HH2 1.65 0.61
4:D:521:1ILE:HG23 7:G:51:ILE:CA 2.29 0.61
5:E:39:LYS:NZ 6:N:109:ILE:HG13 2.14 0.61
7:G:307:PHE:HD1 7:G:312:ILE:HG23 1.64 0.61
8:H:24:ALA:O 8&:H:28:.ILE:HG13 1.99 0.61
8:H:335:VAL:HG22 8:H:379:SER:HB2 1.82 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:266:ASP:N 1:1:267:PRO:HD2 2.15 0.61
5:M:133:ALA:O 5:M:137:ILE:HG13 1.99 0.61
8:P:109:GLU:O 8:P:113:VAL:HG23 2.00 0.61
1:A:118:ASN:O 1:A:119:LYS:HG2 2.00 0.61
3:C:50:ASP:HB2 3:C:51:PRO:HD2 1.82 0.61
5:E:104:LEU:CD2 5:E:123:VAL:HG13 2.27 0.61
5:E:183:ALA:O 5:E:187:SER:HB2 2.00 0.61
6:F:515:ASN:HD22 6:F:516:ALA:N 1.99 0.61
1:1:187:VAL:HG21 1:1:383:SER:HB3 1.83 0.61
5:M:348:GLY:O 5:M:351:LEU:HD11 2.00 0.61
6:N:229:LYS:HA 6:N:353:LEU:HD23 1.82 0.61
8:P:441:THR:O 8:P:446:GLN:HG2 1.99 0.61
1:A:228:VAL:CG2 1:A:363:GLN:NE2 2.49 0.61
2:B:263:LYS:HZ3 3:C:266:GLU:HB3 1.62 0.61
6:F:133:LEU:HD12 6:F:422:LEU:CD2 2.24 0.61
7:G:79:ALA:O 7:G:82: THR:HG22 1.99 0.61
7:G:165:ALA:HB2 7:G:399:ILE:HG21 1.82 0.61
1:1:90:GLN:OE1 1:1:96:ASP:O 2.17 0.61
1:1:118:ASN:O 1:1:119:LYS:HG2 2.00 0.61
2:J:509:LEU:O 2:J:509:LEU:HD23 2.00 0.61
3:K:50:ASP:HB2 3:K:51:PRO:HD2 1.82 0.61
5:M:174:GLU:O 5:M:175:LEU:CG 2.47 0.61
6:N:353:LEU:HB2 6:N:368: THR:0G1 2.00 0.61
7:0:239:PRO:HD2 7:0:349:CYS:O 2.01 0.61
7:0:413:GLY:HA3 7:0:491:ASN:ND2 2.15 0.61
1:A:233:MET:HG2 | 1:A:311:VAL:HG22 1.82 0.61
3:C:31:VAL:HG11 3:C:70:VAL:HG11 1.81 0.61
5:E:433:LEU:HD11 | 5:E:439:VAL:HG13 1.82 0.61
6:F:108:PHE:CE2 6:F:118:ILE:HG13 2.34 0.61
7:G:37:GLN:HE21 7:G:38:GLU:N 1.98 0.61
3:K:512: THR:HG23 | &8:P:389:ALA:HB1 1.82 0.61
5:M:337:GLN:C 5:M:338:ASN:HD22 2.03 0.61
6:N:203:SER:C 6:N:205:LYS:H 2.03 0.61
7:0:191:ARG:CZ 7:0:192:ASN:N 2.61 0.61
8:P:375:GLN:N 8:P:376:GLY:HA3 2.14 0.61
2:B:437:LEU:O 2:B:441:PRO:HD2 2.01 0.61
5:E:273: THR:HG22 5:E:364:PRO:CA 2.20 0.61
6:F:433:LYS:HB3 6:F:441:LYS:HA 1.80 0.61
7:G:239:PRO:HD2 7:G:349:CYS:O 2.01 0.61
6:N:36:ASN:HB3 6:N:57:LYS:HZ3 0.81 0.61
6:N:454:ILE:N 6:N:455:PRO:CD 2.64 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:540:ARG:O 5:E:70:LEU:HB3 2.00 0.61
3:C:41:PRO:HA 3:C:161: THR:HG21 1.82 0.61
4:D:524:1LE:CG2 7:G:52:LEU:O 2.47 0.61
6:F:454: 1LE:N 6:F:455:PRO:CD 2.64 0.61
8:H:109:GLU:O 8:H:113:VAL:HG23 2.00 0.61
2:J:203:LEU:O 2:J:204:SER:CB 2.49 0.61
3:K:149:ALA:HA 3:K:152:LYS:HG3 1.83 0.61
3:K:462:GLY:O 3:K:464:PRO:HD3 1.99 0.61
6:N:178:VAL:O 6:N:182:TYR:N 2.34 0.61
1:A:218:LEU:HD13 1:A:219:VAL:N 2.16 0.61
3:C:149:ALA:HA 3:C:152:LYS:HG3 1.83 0.61
6:F:7:ASN:OD1 6:F:8:PRO:HD2 1.99 0.61
1:I.70:LEU:HD23 1:I.73:LEU:HD22 1.83 0.61
1:1:348:GLU:N 1:1:349:- THR:HB 2.16 0.61
5:M:183:ALA:O 5:M:187:SER:HB2 2.00 0.61
7:0:307:PHE:HD1 7:0:312:ILE:HG23 1.64 0.61
8:P:131:TYR:CD2 8:P:452:PHE:HD2 2.17 0.61
8:P:335:VAL:HG22 8:P:379:SER:HB2 1.82 0.61
1:A:266:ASP:N 1:A:267:PRO:HD2 2.15 0.61
1:A:348:GLU:N 1:A:349: THR:HB 2.16 0.61
4:D:499:GLN:HE22 9:D:601:ADP:C2’ 2.13 0.61
6:F:173:ILE:HD11 6:F:209:PHE:HB3 1.82 0.61
6:F:178:VAL:O 6:F:182: TYR:N 2.34 0.61
6:F:437:LYS:HE2 6:F:437:LYS:HA 1.83 0.61
7:G:43: THR:HG22 7:G:64:ASN:CB 2.27 0.61
1:I:218:LEU:HD13 1:1:219:VAL:N 2.16 0.61
1:1:258:MET:HA 1:1:258:MET:HE3 1.82 0.61
3:K:96:VAL:HG13 3:K:513:ALA:HB2 1.83 0.61
2:B:72:PRO:CB 3:C:47T-MET:CE 2.79 0.61
3:C:299:LYS:HA 3:C:319:ARG:CB 2.31 0.61
4:D:485:ARG:NH2 | 9:D:601:ADP:HN62 1.99 0.61
6:F:98:VAL:HG22 6:F:520:ALA:HA 1.83 0.61
6:F:108:PHE:CE2 6:F:118:ILE:HG21 2.36 0.61
2:J:3:VAL:C 2:J:5:ILE:HG23 2.21 0.61
3:K:62:HIS:O 3:K:66:ARG:HG3 2.00 0.61
6:N:7:ASN:OD1 6:N:8:PRO:CD 2.49 0.61
6:N:7:ASN:OD1 6:N:8:PRO:HD2 1.99 0.61
6:N:437:LYS:HE2 6:N:437:LYS:HA 1.83 0.61
1:A:73:LEU:O 1:A:74:ASP:HB3 2.01 0.61
7:G:94:VAL:HG13 7:G:95:GLY:N 2.16 0.61
2:J:464:TYR:O 2:J:467:ILE:HD11 2.00 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
3:K:54:GLY:O 3:K:56:VAL:HG23 2.01 0.61
6:N:35: THR:CG2 6:N:42:THR:H 2.14 0.61
1:A:480:TYR:O 1:A:483:ALA:HB3 2.00 0.60
2:B:3:VAL:C 2:B:5:ILE:HG23 2.21 0.60
2:B:509:LEU:O 2:B:509:LEU:HD23 2.00 0.60
3:C:142:PRO:HG3 3:C:411:SER:HA 1.83 0.60
6:F:478:ASP:C 6:F:482:ASP:HB2 2.21 0.60
8:H:138: THR:HG22 | 8:H:434:ILE:HD12 1.83 0.60
1:1:184:LEU:HD21 1:1:198:TYR:CB 2.28 0.60
6:N:458:LEU:HD12 6:N:458:LEU:O 2.01 0.60
2:B:232:LEU:HD22 2:B:233:ILE:N 2.16 0.60
2:B:424:GLY:O 2:B:427:SER:CB 2.49 0.60
6:F:198:GLN:N 6:F:198:GLN:HE21 1.99 0.60
1:1:233:-MET:HE2 1:1:315:ILE:O 2.01 0.60
2:J:30:GLY:C 2:J:33:VAL:HG23 2.22 0.60
2:J:295:GLU:OE1 6:N:339:SER:HB3 2.01 0.60
2:J:424:GLY:O 2:J:427:SER:CB 2.49 0.60
3:K:142:PRO:HG3 3:K:411:SER:HA 1.83 0.60
6:N:465:ASP:CA 6:N:466:PRO:C 2.68 0.60
8:P:269:ASN:H 8:P:272:GLU:HG3 1.66 0.60
2:B:27:ILE:CD1 2:B:104:ARG:HH11 2.09 0.60
2:B:397:GLU:OE1 2:B:399:ARG:HG3 2.01 0.60
2:B:422:ILE:HG21 2:B:427:SER:HB3 1.79 0.60
2:B:459:LEU:HD22 2:B:472:LEU:CG 2.26 0.60
6:F:35: THR:CG2 6:F:42:THR:H 2.14 0.60
6:F:264:ALA:O 6:F:268:LYS:HG2 2.02 0.60
6:F:478:ASP:O 6:F:482:ASP:CA 2.49 0.60
7:G:420:VAL:O 7:G:424:LEU:HG 2.01 0.60
5:M:100:1ILE:HA 5:M:103:LEU:HD12 1.83 0.60
6:N:133:LEU:HD12 6:N:422:LEU:CD2 2.24 0.60
6:N:515:ASN:HD22 6:N:516:ALA:N 1.99 0.60
3:C:512: THR:HG23 | 8:H:389:ALA:HBI1 1.83 0.60
5:E:50:HIS:HB3 5:E:100:ILE:HG21 1.82 0.60
6:F:229:LYS:HA 6:F:353:LEU:HD23 1.82 0.60
6:F:458:LEU:HD12 6:F:458:LEU:O 2.01 0.60
1:I:73:LEU:O 1:1:74:ASP:HB3 2.00 0.60
2:J:38:GLY:HA3 2:J:474.LEU:HD11 1.83 0.60
2:J:357:SER:CB 2:J:360:LYS:CB 2.69 0.60
5:M:433:LEU:HD11 | 5:M:439:VAL:HG13 1.82 0.60
2:B:384:LEU:O 2:B:387:ALA:HB3 2.01 0.60
4:D:284:ASN:O 4:D:310:ILE:HG23 2.01 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
6:F:151:LEU:O 6:F:171: THR:CG2 2.50 0.60
3:K:9:ASN:ND2 3:K:10:ALA:N 2.50 0.60
3:K:15:THR:O 3:K:16: THR:C 2.39 0.60
3:K:299:LYS:HA 3:K:319:ARG:CB 2.31 0.60
4:1.:284:ASN:O 4:1.:310:ILE:HG23 2.01 0.60
6:N:108:PHE:CE2 6:N:118:ILE:HG21 2.36 0.60
7:0:94:VAL:HG13 7:0:95:GLY:N 2.16 0.60
7:0:174:ASN:OD1 7:0:174:ASN:N 2.33 0.60
1:A:90:GLN:OE1 1:A:96:ASP:O 2.17 0.60
3:C:9:ASN:ND2 3:C:10:ALA:N 2.50 0.60
6:F:7:ASN:OD1 6:F:8:PRO:CD 2.49 0.60
7:G:293:VAL:HG13 | 7:G:312:ILE:HD11 1.84 0.60
1:1:65:ASP:O 1:1:69:ILE:HB 2.01 0.60
1:1:113:ASN:HA 1:1:116:VAL:HG22 1.83 0.60
3:K:223:VAL:HG11 | 3:K:328:ILE:HG13 1.83 0.60
6:N:61:VAL:HG12 6:N:62:LEU:HD23 1.84 0.60
6:N:98:VAL:HG22 6:N:520:ALA:HA 1.83 0.60
6:N:160: THR:H 6:N:164:ALA:HB3 1.67 0.60
7:0:516:LEU:CD2 7:0:516:LEU:O 2.46 0.60
8:P:182:VAL:O 8:P:186:VAL:HG23 2.02 0.60
2:B:200:GLY:O 2:B:371:GLY:N 2.28 0.60
2:B:326:VAL:HG13 | 3:C:304:LEU:HD22 1.83 0.60
2:B:487:ILE:HD12 9:B:601:ADP:N6 2.17 0.60
3:C:266:GLU:CD 3:C:266:GLU:H 2.05 0.60
8:H:182:VAL:O 8:H:186:VAL:HG23 2.02 0.60
2:J:397:GLU:OE1 2:J:399:ARG:HG3 2.02 0.60
6:N:198:GLN:N 6:N:198:GLN:HE21 1.99 0.60
6:N:233:VAL:HG12 | 6:N:294:VAL:HG22 1.84 0.60
6:N:430:ASN:HA 6:N:433:LYS:CB 2.32 0.60
1:A:187:VAL:HG21 1:A:383:SER:HB3 1.83 0.60
3:C:96:VAL:HG13 3:C:513:ALA:HB2 1.83 0.60
6:F:125:ALA:HB2 6:F:444:1LE:HG23 1.82 0.60
6:F:233:VAL:HG12 | 6:F:294:VAL:HG22 1.84 0.60
6:F:485:GLU:HB2 6:F:488:TYR:O 2.01 0.60
7:G:109:MET:CG 7:G:514: THR:CG2 2.79 0.60
7:G:208:ALA:HB3 7:G:211:GLU:HG3 1.84 0.60
2:J:384:LEU:O 2:J:387:ALA:HB3 2.01 0.60
2:J:437:LEU:O 2:J:441:PRO:HD2 2.00 0.60
4:1:524:1ILE:CG2 7:0:52:LEU:O 2.50 0.60
5:M:210:ASN:H 5:M:210:ASN:HD22 1.48 0.60
6:N:155:ARG:CB 6:N:171: THR:HG21 2.30 0.60
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6:N:264:ALA:O 6:N:268:LYS:HG2 2.02 0.60
6:N:389:ALA:O 6:N:393:ASP:0D2 2.20 0.60
7:0:37:GLN:HE21 7:0:38:GLU:N 1.98 0.60
1:A:183:ALA:HB1 1:A:383:SER:OG 2.02 0.60
2:B:27:ILE:HD12 2:B:104:ARG:HD2 1.84 0.60
2:B:203:LEU:O 2:B:204:SER:CB 2.49 0.60
3:C:42:LYS:CB 3:C:460:ALA:CA 2.75 0.60
3:C:229:VAL:HG12 3:C:230:VAL:N 2.17 0.60
6:F:61:VAL:HG12 6:F:62:LEU:HD23 1.84 0.60
6:F:170:LEU:HA 6:F:173:ILE:HG22 1.84 0.60
3:K:457:ILE:CD1 3:K:467:LEU:HD22 2.31 0.60
6:N:38:GLY:H 9:N:601:ADP:H5’1 1.66 0.60
6:N:151:LEU:.CG 6:N:175:THR:HG23 2.32 0.60
8:P:162:MET:0O 8:P:165:PRO:HD2 2.02 0.60
8:P:459:VAL:O 8:P:463:LEU:HD23 2.02 0.60
2:B:30:GLY:C 2:B:33:VAL:HG23 2.22 0.60
3:C:54:GLY:O 3:C:56:VAL:HG23 2.01 0.60
4:D:38:SER:HB3 4:D:46:LYS:HZ3 1.65 0.60
5:E:323:CYS:O 5:E:344:ARG:HA 2.02 0.60
6:F:389:ALA:O 6:F:393:ASP:0D2 2.20 0.60
7:G:191:ARG:HD3 7:G:192:ASN:N 2.16 0.60
1:1:183:ALA:HB1 1:1:383:SER:OG 2.02 0.60
4:1:210:ILE:O 4:1.:375:VAL:HG12 2.02 0.60
5:M:273:THR:HG21 5:M:364:PRO:HA 1.78 0.60
7:0:165:ALA:HB2 7:0:399:ILE:HG21 1.82 0.60
8:P:153:LYS:H 8:P:153:LYS:CD 2.15 0.60
1:A:333:THR:HB 1:A:357:LEU:H 1.67 0.59
3:C:15:THR:O 3:C:16:THR:C 2.39 0.59
3:C:258:GLN:O 8:H:264:THR:HB 2.02 0.59
6:F:352:GLY:O 6:F:353:LEU:O 2.20 0.59
6:F:430:ASN:C 6:F:433:LYS:H 2.05 0.59
8:H:162:MET:0O 8:H:165:PRO:HD2 2.02 0.59
3:K:229:VAL:HG12 3:K:230:VAL:N 2.17 0.59
8:P:362:GLU:HG2 8:P:367:ARG:HA 1.82 0.59
3:C:457:ILE:CD1 3:C:467:LEU:HD22 2.31 0.59
4:D:71:LEU:HA &:P:6:PRO:CG 2.31 0.59
6:F:415:ALA:CB 6:F:506:ILE:HG21 2.30 0.59
1:1:50:ASP:CG 1:1:64:ASN:HB2 2.23 0.59
1:1:333: THR:HB 1:I:357:LEU:H 1.67 0.59
5:M:281:PRO:HD2 5:M:285:HIS:HB3 1.84 0.59
6:N:478:ASP:C 6:N:482:ASP:HB2 2.20 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
6:N:485:GLU:HB2 6:N:488:TYR:O 2.01 0.59
7:0:293:VAL:HG13 | 7:0:312:ILE:HD11 1.83 0.59
1:A:65:ASP:0O 1:A:69:1LE:HB 2.01 0.59
2:B:213:ILE:H 2:B:213:ILE:HD12 1.67 0.59
5:E:39:LYS:HZ3 6:N:109:ILE:CG1 2.15 0.59
6:F:92:. THR:HG21 10:F:602:BEF:F3 1.92 0.59
6:F:201:HIS:HB3 6:F:381:LYS:CE 2.32 0.59
7:G:174:ASN:OD1 7:G:174:ASN:N 2.34 0.59
&:H:153:LYS:H 8:H:153:LYS:CD 2.15 0.59
8:H:177:ILE:O &:H:180:GLU:HB2 2.03 0.59
1:1:97:GLY:O 1:1:101:VAL:HG23 2.02 0.59
3:K:42:LYS:CB 3:K:460:ALA:CA 2.75 0.59
5:M:74:LEU:CD1 5:M:93:GLN:HB3 2.33 0.59
5:M:351:LEU:HD13 5:M:351:LEU:H 1.67 0.59
6:N:151:LEU:O 6:N:171: THR:CG2 2.50 0.59
6:N:167:- THR:HB 6:N:169:VAL:H 1.66 0.59
7:0:189:LEU:O 7:0:189:LEU:CD1 2.50 0.59
7:0:401:LYS:HG3 7:0:402:ARG:N 2.17 0.59
8:P:138: THR:HG22 | &8:P:434:ILE:HD12 1.83 0.59
1:A:97:GLY:O 1:A:101:VAL:HG23 2.02 0.59
1:A:113:ASN:HA 1:A:116:VAL:HG22 1.83 0.59
3:C:57:LEU:N 3:C:57:-LEU:CD2 2.57 0.59
3:C:275:ILE:HA 8:H:274:.LEU:HD21 1.84 0.59
4:D:81:VAL:HG22 7:G:382:ALA:HB2 1.84 0.59
4:D:238:GLN:HB2 4:D:290:LYS:HE3 1.84 0.59
6:F:430:ASN:HA 6:F:433:LYS:CB 2.32 0.59
4:L:44-MET:-HG3 8:P:531:ALA:HB3 1.83 0.59
4:1.:185:ASN:H 4:1.:186:SER:C 2.02 0.59
5:M:55:ARG:HH21 | 5:M:134:LEU:HD13 1.67 0.59
5:M:368:ASP:O 5:M:369:LEU:C 2.41 0.59
6:N:478:ASP:0O 6:N:482:ASP:CA 2.49 0.59
7:0:109:MET:CG 7:0:514: THR:CG2 2.79 0.59
8:P:146:VAL:HG13 8:P:147:VAL:H 1.68 0.59
8:P:177:1ILE:O 8:P:180:GLU:HB2 2.03 0.59
1:A:70:LEU:HD23 1:A:73:LEU:HD22 1.83 0.59
3:C:223:VAL:HG11 3:C:328:ILE:HG13 1.83 0.59
6:F:201:HIS:HB3 6:F:381:LYS:HZ3 1.66 0.59
6:F:485:GLU:HG3 6:F:489:VAL:HB 1.85 0.59
&:H:362:GLU:HG2 8:H:367:ARG:HA 1.82 0.59
8:H:459:VAL:O 8:H:463:LEU:HD23 2.02 0.59
1:1:159:ILE:HD11 1:1:418:VAL:HG11 1.84 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:418:VAL:HG12 1:1:419:VAL:N 2.17 0.59
3:K:41:PRO:HA 3:K:161: THR:HG21 1.82 0.59
4:1.:12:LYS:HD3 4:1.:526:PHE:O 2.01 0.59
4:1:254:VAL:HG23 4:1.:254:VAL:O 2.01 0.59
4:D:12:LYS:HD3 4:D:526:PHE:O 2.01 0.59
5:E:241:ASN:O 5:E:241:ASN:ND2 2.34 0.59
5:E:368:ASP:O 5:E:369:LEU:C 2.41 0.59
6:N:125:ALA:HB2 6:N:444:1LE:HG23 1.82 0.59
8:P:322:LYS:O 8:P:324:PRO:HD3 2.02 0.59
1:A:50:ASP:CG 1:A:64:ASN:HB2 2.23 0.59
1:A:73:LEU:O 1:A:74:ASP:CB 2.50 0.59
4:D:336:ILE:HG23 4:D:339:PHE:HB3 1.85 0.59
4:D:379:1LE:H 4:D:379:ILE:HD12 1.68 0.59
5:E:351:LEU:HD13 5:E:351:LEU:H 1.67 0.59
8:H:269:ASN:H 8:H:272:GLU:HG3 1.66 0.59
8:H:322:LYS:O 8:H:324:PRO:HD3 2.02 0.59
1:I.73:LEU:O 1:1:74:ASP:CB 2.50 0.59
2:J:27.ILE:HD12 2:J:104:ARG:HD2 1.83 0.59
3:K:266:GLU:CD 3:K:266:GLU:H 2.05 0.59
3:K:414:PRO:O 3:K:418:ALA:HB3 2.03 0.59
4:1.:336:1LE:HG23 4:1.:339:PHE:HB3 1.85 0.59
5:M:32:VAL:HG22 5:M:33:LYS:N 2.13 0.59
1:A:164:MET:O 1:A:167:LYS:CB 2.51 0.59
2:B:326:VAL:HG22 | 3:C:304:LEU:HD22 1.85 0.59
4:D:521:ILE:CG2 7:G:52:LEU:H 2.15 0.59
5:E:74:LEU:CD1 5:E:93:GLN:HB3 2.32 0.59
7:G:238:ASN:N 7:G:239:PRO:CD 2.66 0.59
8:H:94:1LE:HD12 8:H:95:ASP:N 2.18 0.59
2:J:32:LEU:CD1 6:N:532:GLU:OE2 2.51 0.59
6:N:201:HIS:HB3 6:N:381:LYS:CE 2.33 0.59
6:N:540: THR:O 6:N:541:LEU:HD23 2.03 0.59
7:0:191:ARG:HD3 7:0:192:ASN:N 2.16 0.59
3:C:414:PRO:O 3:C:418:ALA:HB3 2.03 0.59
4:D:103:LEU:HD13 | 4:D:515:VAL:HG21 1.85 0.59
4:D:330:CYS:N 4:D:345:ASP:0OD2 2.36 0.59
5:E:240:1LE:HG12 5:E:244:1LE:CG2 2.32 0.59
5:E:335:LEU:HD22 | 5:E:340:LEU:HD11 1.84 0.59
6:F:109:ILE:O 5:M:39:LYS:HE2 2.02 0.59
2:J:232:LEU:HD22 2:J:233:1ILE:N 2.17 0.59
6:N:352:GLY:O 6:N:353:LEU:O 2.20 0.59
3:C:112:ILE:C 3:C:114:LYS:H 2.06 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
3:C:264:GLU:C 3:C:265:LYS:CG 2.62 0.59
3:C:508:GLN:HG2 8:H:215:GLY:HA2 1.85 0.59
5:E:281:PRO:HD2 5:E:285:HIS:HB3 1.84 0.59
5:E:373:LYS:HE2 6:F:311:LYS:NZ 2.18 0.59
6:F:43:LEU:CD2 6:F:57:LYS:CB 2.78 0.59
6:F:433:LYS:HG3 6:F:444.1LE:CG1 2.33 0.59
8:H:217:LEU:HA 8:H:387:ARG:O 2.03 0.59
8:H:288:MET:CE 8:H:313:LEU:HG 2.33 0.59
5:M:544:LEU:HD23 | 6:N:384:THR:HG21 1.85 0.59
6:N:201:HIS:HB3 6:N:381:LYS:HE2 1.85 0.59
7:0:484:GLU:CB 7:0:485: THR:HA 2.32 0.59
3:C:151:MET:O 3:C:155:ILE:HG12 2.04 0.58
3:C:265:LYS:0O 3:C:268:ASP:OD1 2.21 0.58
5:E:55:ARG:HH21 5:E:134:LEU:HD13 1.67 0.58
5:E:100:ILE:HA 5:E:103:LEU:HD12 1.83 0.58
6:F:57:LYS:O 6:F:57:LYS:HG2 2.03 0.58
6:F:160: THR:H 6:F:164:ALA:HB3 1.67 0.58
4:1:128:ALA:O 4:1:132:VAL:HG23 2.03 0.58
4:1.:334:ALA:HB3 7:0:305:GLN:HB2 1.84 0.58
5:M:350:GLU:C 5:M:352:GLU:N 2.55 0.58
1:A:17:GLY:HA3 5:E:95:GLU:OE2 2.03 0.58
5:E:544.LEU:HD23 6:F:384: THR:CG2 2.33 0.58
6:F:33:LEU:HD21 6:F:63:LEU:HD21 1.85 0.58
7:G:189:LEU:O 7:G:189:LEU:CD1 2.50 0.58
2:J:463:ILE:HG13 2:J:468:SER:HA 1.85 0.58
3:K:151:MET:O 3:K:155:ILE:HG12 2.04 0.58
6:N:433:LYS:HG3 6:N:444:1LE:CG1 2.33 0.58
6:N:485:GLU:HG3 6:N:489:VAL:HB 1.85 0.58
7:0:455:GLU:CG 7:0:461:ALA:CB 2.81 0.58
8:P:94:.ILE:HD12 8:P:95:ASP:N 2.18 0.58
6:F:280:LEU:HD13 | 6:F:343:LEU:HD21 1.85 0.58
1:1:55:ASP:HB2 1:1:59:ASP:HB2 1.85 0.58
2:J:213:1ILE:H 2:J:213:ILE:HD12 1.67 0.58
3:K:112:ILE:C 3:K:114:LYS:H 2.06 0.58
5:M:240:ILE:HG12 5:M:244:1LE:CG2 2.32 0.58
6:N:201:HIS:CB 6:N:381:LYS:HE2 2.34 0.58
6:N:424:ARG:HA 6:N:424:ARG:NE 2.12 0.58
7:0:125:1ILE:HG22 7:0:129:TYR:CE2 2.38 0.58
2:B:357:SER:CB 2:B:360:LYS:CB 2.69 0.58
2:B:422:ILE:CB 2:B:427:SER:CB 2.79 0.58
4:D:110:LEU:HD13 | 4:D:439:1LE:HD12 1.85 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:147:ARG:HG2 4:D:148:GLU:N 2.18 0.58
5:E:253:GLN:H 5:E:254:MET:CB 2.16 0.58
6:F:465:ASP:CA 6:F:466:PRO:C 2.68 0.58
8:H:48:PRO:HA 8:H:169:SER:O 2.04 0.58
1:1:164:MET:O 1:1:167:LYS:CB 2.51 0.58
3:K:452:1LE:HB 3:K:453:PRO:HD3 1.85 0.58
4:1.:298:ASN:HB3 4:1.:299:ASP:HA 1.84 0.58
8:P:217:LEU:HA 8:P:387:ARG:0O 2.03 0.58
8:P:222:VAL:HG22 8:P:384:1LE:HG23 1.86 0.58
1:A:333: THR:HG22 | 1:A:377:THR:HG22 1.86 0.58
3:C:452:ILE:HB 3:C:453:PRO:HD3 1.85 0.58
4:D:254:VAL:HG23 4:D:254:VAL:O 2.02 0.58
6:F:109:ILE:CG1 5:M:39:LYS:HZ3 2.13 0.58
7:G:218:VAL:HA 7:G:375: THR:HG21 1.86 0.58
8:H:69:ALA:HB2 8:H:100: THR:HB 1.85 0.58
2:J:373: THR:CG2 2:J:375:GLN:HG2 2.34 0.58
4:1.:238:GLN:HB2 4:1.:290:LYS:HE3 1.84 0.58
5:M:335:LEU:HD22 | 5:M:340:LEU:HD11 1.84 0.58
6:N:155:ARG:CB 6:N:171: THR:0G1 2.52 0.58
1:A:159:ILE:HD11 | 1:A:418:VAL:HGI11 1.84 0.58
1:A:247:LEU:O 1:A:298: THR:HA 2.04 0.58
2:B:38:GLY:HA3 2:B:474:LEU:HD11 1.84 0.58
2:B:373: THR:CG2 2:B:375:GLN:HG2 2.34 0.58
2:B:407:ALA:O 2:B:410:VAL:HG12 2.03 0.58
2:B:463:ILE:O 2:B:467:ILE:CB 2.52 0.58
3:C:296:ILE:HG23 | 3:C:320:VAL:HG21 1.85 0.58
4:D:128:ALA:O 4:D:132:VAL:HG23 2.03 0.58
4:D:182:SER:HB2 4:D:187:LYS:HE2 1.85 0.58
4:D:521:ILE:HG12 7:G:62:ILE:HD11 1.86 0.58
6:F:32:VAL:HB 6:F:33:LEU:HD22 1.86 0.58
6:F:201:HIS:HB3 6:F:381:LYS:HE2 1.85 0.58
6:F:201:HIS:CB 6:F:381:LYS:HE2 2.34 0.58
7:G:125:1ILE:HG22 7:G:129:TYR:CE2 2.38 0.58
8:H:427:GLU:HG2 | 8:H:459:VAL:HG21 1.85 0.58
2:J:32:LEU:HG 6:N:532:GLU:OE1 2.04 0.58
5:M:323:CYS:O 5:M:344:ARG:HA 2.02 0.58
6:N:57:LYS:O 6:N:57:LYS:HG2 2.03 0.58
1:A:463:ALA:HB1 1:A:470:SER:HB2 1.86 0.58
2:B:159: THR:HG21 2:B:488:VAL:H 1.69 0.58
2:B:285:ILE:HD13 2:B:285:ILE:N 2.19 0.58
4:D:104:LEU:HD11 | 4:D:518.ILE:HD12 1.86 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:171:ALA:HB3 4:D:172:PRO:HD3 1.86 0.58
4:D:210:1LE:O 4:D:375:VAL:HG12 2.02 0.58
6:F:125:ALA:HA 6:F:426:LEU:HD21 1.85 0.58
6:F:401:ALA:O 6:F:405:VAL:HG23 2.04 0.58
6:F:541:LEU.-HB2 6:F:542:LYS:CB 2.32 0.58
7:G:376:LEU:HD23 7:G:376:LEU:H 1.69 0.58
2:J:200:GLY:O 2:J:371:GLY:N 2.28 0.58
5:M:253:GLN:H 5:M:254:MET:CB 2.16 0.58
5:M:448:VAL:HG21 | 5:M:498:LEU:HD13 1.86 0.58
6:N:33:LEU:HD21 6:N:63:LEU:HD21 1.85 0.58
6:N:56: THR:HG22 6:N:390: GLN:HB2 1.86 0.58
6:N:175:THR:O 6:N:179:LEU:HG 2.04 0.58
6:N:343:LEU:HG 6:N:344:SER:HB3 1.85 0.58
7:0:126:MET:HE3 7:0:515:ASN:HA 1.86 0.58
7:0:208:ALA:HB3 7:0:211:GLU:HG3 1.84 0.58
7:0:376:LEU:HD23 7:0:376:LEU:H 1.69 0.58
3:C:514:ILE:HA 3:C:517:ALA:HB3 1.86 0.58
4:D:258:ARG:HD2 8:H:283:GLN:NE2 2.19 0.58
6:F:151:LEU:O 6:F:171: THR:HG22 2.04 0.58
6:F:155:ARG:CB 6:F:171: THR:OG1 2.52 0.58
6:F:433:LYS:C 6:F:441:LYS:CB 2.72 0.58
7:G:401:LYS:HG3 7:G:402:ARG:N 2.17 0.58
8:H:68:ALA:H 8:H:101:ASN:HD21 1.49 0.58
1:1:247:LEU:O 1:1:298: THR:HA 2.04 0.58
6:N:433:LYS:C 6:N:441:LYS:CB 2.72 0.58
8:P:288:MET:CE 8:P:313:LEU:HG 2.32 0.58
1:A:209:HIS:HE1 7:G:89:ALA:HB2 1.69 0.58
4:D:89:ALA:HB1 4:D:503:VAL:HG22 1.85 0.58
4:D:215:LEU:HB3 4:D:217:GLN:HG2 1.86 0.58
5:E:273: THR:HG21 5:E:364:PRO:HA 1.78 0.58
6:F:343:LEU:HG 6:F:344:SER:HB3 1.85 0.58
6:F:540: THR:O 6:F:541:LEU:HD23 2.03 0.58
1:1:93:GLU:CA 1:1:94:.1ILE:HD12 2.34 0.58
1:1:333: THR:HG22 | 1:1:377:THR:HG22 1.86 0.58
3:K:296:ILE:HG23 | 3:K:320:VAL:HG21 1.85 0.58
4:1.:16:LYS:O 4:1.:20:VAL:HG23 2.04 0.58
6:N:125:ALA:HA 6:N:426:LEU:HD21 1.86 0.58
6:N:415:ALA:CB 6:N:506:1LE:HG21 2.30 0.58
6:N:447:PHE:CE2 | 6:N:451:LEU:HD11 2.39 0.58
7:0:218:VAL:HA 7:0:375: THR:HG21 1.86 0.58
1:A:55:ASP:HB2 1:A:59:ASP:HB2 1.85 0.58
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2:B:88:VAL:HA 2:B:393:GLN:NE2 2.19 0.58
3:C:255:GLY:N 3:C:259:THR:HG21 2.18 0.58
4:D:291:SER:HA 4:D:315:ASP:HA 1.86 0.58
7:G:484:GLU:CB 7:G:485: THR:HA 2.32 0.58
8:H:138: THR:HG22 8:H:434:ILE:CD1 2.34 0.58
8:H:222:VAL:HG22 | 8:H:384:ILE:HG23 1.86 0.58
4:1.:65:LEU:HD13 4:1.:79:VAL:HG13 1.85 0.58
4:1.:182:SER:HB2 4:1.:187:LYS:HE2 1.85 0.58
4:1:521:1LE:HG23 7:0:51:ILE:CA 2.32 0.58
6:N:32:VAL:HB 6:N:33:LEU:HD22 1.86 0.58
6:N:401:ALA:O 6:N:405:VAL:HG23 2.04 0.58
6:N:411:ILE:CG2 6:N:412:ILE:H 2.16 0.58
8:P:69:ALA:HB2 8:P:100: THR:HB 1.85 0.58
8:P:138: THR:HG22 8:P:434:1LE:CD1 2.34 0.58
8:P:213:MET:HE2 8:P:391:GLN:HG3 1.84 0.58
1:A:93:GLU:CA 1:A:94:1LE:HD12 2.34 0.57
2:B:250:PHE:HA 6:F:250:GLY:O 2.04 0.57
2:B:375:GLN:NE2 6:F:75:LEU:HD12 2.19 0.57
3:C:320:VAL:O 3:C:321:LYS:C 2.41 0.57
6:F:203:SER:C 6:F:205:LYS:N 2.58 0.57
8:H:146:VAL:HG13 8:H:147:VAL:H 1.68 0.57
2:J:285:ILE:HD13 2:J:285:ILE:N 2.19 0.57
2:J:407:ALA:O 2:J:410:VAL:HG12 2.03 0.57
3:K:265:LYS:O 3:K:268:ASP:0OD1 2.21 0.57
4:1:103:LEU:HD13 | 4:L:515:VAL:HG21 1.85 0.57
4:1:110:LEU:HD13 4:1,:439:ILE:HD12 1.84 0.57
4:1:379:ILE:H 4:1:379:ILE:HD12 1.68 0.57
5:M:68:ARG:HD3 5:M:514:CYS:HB3 1.85 0.57
6:N:451:LEU:H 6:N:451:LEU:HD12 1.69 0.57
7:0:238:ASN:N 7:0:239:PRO:CD 2.66 0.57
8:P:48:PRO:HA 8:P:169:SER:O 2.04 0.57
8:P:68:ALA:H 8:P:101:ASN:HD21 1.49 0.57
2:B:30:GLY:O 2:B:33:VAL:HG23 2.04 0.57
4:D:171:ALA:O 4:D:175:VAL:HG22 2.04 0.57
7:G:393:LEU:HD22 | 7:G:397:ILE:HG13 1.85 0.57
1:1:350: PHE:CE2 1:1:354:TYR:CB 2.85 0.57
3:K:255:GLY:N 3:K:259: THR:HG21 2.18 0.57
4:1:305:LEU:HD21 | 4:L:312:VAL:HG21 1.85 0.57
6:N:221:HIS:HD2 6:N:224:MET:SD 2.27 0.57
7:0:516:LEU:HD13 7:0:517:.ILE:N 2.20 0.57
1:A:418:VAL:HG12 1:A:419:VAL:N 2.17 0.57
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1:A:433:LEU:O 1:A:437:ALA:HB3 2.05 0.57
2:B:263:LYS:HB3 2:B:267:GLU:OE2 2.04 0.57
4:D:16:LYS:O 4:D:20:VAL:HG23 2.04 0.57
4:D:65:LEU:HD13 4:D:79:VAL:HG13 1.85 0.57
4:D:305:LEU:HD21 | 4:D:312:VAL:HG21 1.85 0.57
6:F:175:THR:O 6:F:179:LEU:HG 2.04 0.57
6:F:221:HIS:HD2 6:F:224:MET:SD 2.27 0.57
6:F:447-PHE:CD2 6:F:451:LEU:HD11 2.39 0.57
6:F:451:LEU:H 6:F:451:LEU:HD12 1.69 0.57
7:G:294:LEU:HD23 | 7:G:315:ALA:HB3 1.87 0.57
2:J:30:GLY:O 2:J:33:VAL:HG23 2.04 0.57
2:J:142:ASN:CB 2:J:143:SER:HA 2.18 0.57
3:K:279:GLN:O 3:K:283:MET:HG2 2.05 0.57
3:K:320:VAL:O 3:K:321:LYS:C 2.41 0.57
4:1:147:ARG:HG2 4:1.:148:GLU:N 2.18 0.57
4:1:171:ALA:HB3 4:1.:172:PRO:HD3 1.86 0.57
5:M:267:VAL:HA 5:M:319:ASP:0D2 2.04 0.57
5:M:273:THR:HG22 | 5:M:364:PRO:CA 2.20 0.57
6:N:167:THR:CA 6:N:168:GLU:HB3 2.35 0.57
6:N:231:ALA:HB1 6:N:293:PHE:N 2.18 0.57
6:N:430:ASN:C 6:N:433:LYS:HB2 2.24 0.57
2:B:72:PRO:CB 3:C:47:MET:HE1 2.33 0.57
2:B:373: THR:HG22 2:B:376: THR:N 2.20 0.57
2:B:463:ILE:HG13 2:B:468:SER:HA 1.85 0.57
3:C:402:VAL:HG13 | 3:C:502:PRO:HG2 1.86 0.57
6:F:167:-THR:HG21 | 6:F:169:VAL:HG23 1.86 0.57
7:G:83:LEU:O 7:G:86:ILE:HG13 2.04 0.57
7:G:282:LEU:O 7:G:285:VAL:HG12 2.05 0.57
7:G:455:GLU:CG 7:G:461:ALA:CB 2.81 0.57
7:G:516:LEU:HD13 7:G:517:ILE:N 2.20 0.57
1:1:90:GLN:HG3 1:1:101:VAL:CG2 2.19 0.57
2:J:116:HIS:HE1 2:J:118:GLN:CB 2.18 0.57
9:1L:601:ADP:H52 9:L:601:ADP:O3B 2.04 0.57
5:M:241:ASN:O 5:M:241:ASN:ND2 2.34 0.57
6:N:170:LEU:HA 6:N:173:ILE:HG22 1.84 0.57
6:N:430:ASN:C 6:N:433:LYS:H 2.05 0.57
7:0:83:LEU:O 7:0:86:ILE:HG13 2.04 0.57
3:C:9:ASN:HD22 3:C:10:ALA:H 1.53 0.57
4:D:298:ASN:HB3 4:D:299:ASP:HA 1.84 0.57
6:F:231:ALA:HB1 6:F:293:PHE:N 2.18 0.57
2:J:373: THR:HG22 2:J:376: THR:N 2.20 0.57
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3:K:353:GLY:H 3:K:370:ASN:HB3 1.70 0.57
4:1.:89:ALA:HB1 4:1.:503:VAL:HG22 1.85 0.57
4:1:171:ALA:O 4:1.:175:VAL:HG22 2.05 0.57
6:N:151:LEU:O 6:N:171: THR:HG22 2.04 0.57
6:N:447:PHE:CD2 | 6:N:451:LEU:HD11 2.39 0.57
1:A:182:ASP:O 1:A:186:ALA:HB3 2.05 0.57
2:B:329:PHE:CD2 2:B:329:PHE:O 2.53 0.57
3:C:113:GLU:HB2 1:1:460:LYS:HD2 1.86 0.57
6:F:58:ASP:O 6:F:62:LEU:HG 2.04 0.57
6:F:167: THR:CA 6:F:168:GLU:HB3 2.34 0.57
6:F:193:MET:HE3 6:F:330:LEU:HD11 1.86 0.57
8:H:486:GLU:H 8:H:487:PRO:HA 1.69 0.57
2:J:68:PRO:HG2 6:N:536:ALA:HB2 1.86 0.57
2:J:206:SER:CB 2:J:368:VAL:HG13 2.34 0.57
5:M:509:ASN:CG 5:M:523:LYS:HB2 2.24 0.57
2:B:40:LYS:HZ1 6:F:117:ILE:HG13 1.68 0.57
4:D:328:LEU:C 4:D:345:ASP:0OD2 2.43 0.57
6:F:56: THR:HG22 6:F:390:GLN:HB2 1.86 0.57
6:F:430:ASN:C 6:F:433:LYS:HB2 2.24 0.57
7:G:51:ILE:HG22 7:G:53:ILE:HG23 1.87 0.57
7:G:516:LEU:CD2 7:G:516:LEU:O 2.46 0.57
8:H:204:VAL:CG2 8:H:409:LYS:CB 2.82 0.57
1:1:329:ILE:HD13 1:1:374:ILE:HD12 1.87 0.57
2:J:88:VAL:HA 2:J:393:GLN:NE2 2.19 0.57
4:L:41:PRO:HG2 9:L:601:ADP:C6 2.40 0.57
4:1:215:LEU:HB3 4:1:217:GLN:HG2 1.86 0.57
4:1:291:SER:HA 4:1.:315:ASP:HA 1.86 0.57
5:M:352:GLU:HA 6:N:222:PRO:HG3 1.86 0.57
6:N:108:PHE:O 6:N:113:VAL:HG23 2.04 0.57
7:0:393:LEU:HD22 | 7:0:397:ILE:HG13 1.85 0.57
7:0:494:LYS:O 7:0:495:PHE:CB 2.52 0.57
2:B:43:ASP:O 6:F:530:CYS:HA 2.04 0.57
4:D:120:ILE:HA 4:D:123:SER:HB3 1.87 0.57
5:E:448:VAL:HG21 | 5:E:498:LEU:HD13 1.86 0.57
6:F:108:PHE:O 6:F:113:VAL:HG23 2.04 0.57
1:1:433:LEU:O 1:1:437:ALA:HB3 2.05 0.57
6:N:167:THR:HG21 | 6:N:169:VAL:HG23 1.86 0.57
6:N:280:LEU:HD13 | 6:N:343:LEU:HD21 1.85 0.57
6:N:485:GLU:O 6:N:488:TYR:CB 2.52 0.57
7:0:294:LEU:HD23 | 7:0:315:ALA:HB3 1.86 0.57
1:A:264:ILE:O 1:A:265:ASP:HB3 2.05 0.57
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1:1:33: THR:OG1 1:I:83:LEU:HD11 2.05 0.57
2:J:263:LYS:HB3 2:J:267:GLU:OE2 2.04 0.57
3:K:355:PHE:HB2 3:K:368:LEU:HD13 1.87 0.57
4:1.:110:LEU:HD13 4:1:439:ILE:HG23 1.87 0.57
5:M:255:PRO:HG3 5:M:336:LEU:HA 1.87 0.57
6:N:169:VAL:C 6:N:172:PRO:HD2 2.26 0.57
8:P:54:ILE:HG13 8:P:64:ILE:CG1 2.15 0.57
1:A:252:GLN:HG3 1:A:253:LYS:N 2.20 0.57
5:E:68:ARG:HD3 5:E:514:CYS:HB3 1.85 0.57
5:E:267:VAL:HA 5:E:319:ASP:0OD2 2.04 0.57
6:F:6:LEU:CD1 6:F:7:ASN:H 2.18 0.57
6:F:38:GLY:N 9:F:601:ADP:H5’1 2.15 0.57
1:1:183:ALA:HB1 1:1:383:SER:HB2 1.87 0.57
2:J:91:GLY:HA2 9:J:601:ADP:O2A 2.05 0.57
2:J:463:1ILE:O 2:J:467:1ILE:CB 2.52 0.57
3:K:223:VAL:HG12 3:K:224.LEU:N 2.20 0.57
3:K:402:VAL:HG13 | 3:K:502:PRO:HG2 1.86 0.57
4:L:177:SER:O 4:L:181:ILE:HG12 2.05 0.57
6:N:45:MET:HA 6:N:54:LYS:O 2.05 0.57
6:N:56:THR:O 6:N:62:LEU:HD21 2.05 0.57
6:N:58:ASP:O 6:N:62: LEU:HG 2.04 0.57
1:A:33:THR:OG1 1:A:83:LEU:HD11 2.05 0.56
2:B:245:1LE:O 2:B:246:PHE:HD2 1.87 0.56
3:C:353:GLY:H 3:C:370:ASN:HB3 1.70 0.56
6:F:447:PHE:CE2 6:F:451:LEU:HD11 2.39 0.56
6:F:452:LEU:O 6:F:455:PRO:CD 2.51 0.56
2:J:159: THR:HG21 2:J:48R8:VAL:H 1.69 0.56
8:P:300:VAL:HG13 8:P:321:LEU:HB3 1.87 0.56
1:A:548:ASP:0OD2 1:A:548:ASP:N 2.37 0.56
2:B:230:LYS:H 2:B:281:ILE:CG2 2.18 0.56
4:D:36:ARG:HE 4:D:98:ILE:CG2 2.18 0.56
5:E:32:VAL:HG22 5:E:33:LYS:N 2.14 0.56
6:F:29:LEU:O 6:F:33:LEU:HD23 2.05 0.56
7:G:43: THR:CG2 7:G:64:ASN:CB 2.83 0.56
1:1:252: GLN:HG3 1:1:253:LYS:N 2.20 0.56
2:J:213:ILE:HG23 2:J:354:LEU:CD2 2.35 0.56
5:M:74:LEU:.CG 5:M:93:GLN:HB3 2.35 0.56
5:M:352:GLU:HA 6:N:222:PRO:CG 2.35 0.56
6:N:428:SER:O 6:N:431:MET:HG2 2.06 0.56
1:A:55:ASP:HA 7:G:527:-LYS:HB3 1.86 0.56
3:C:80:GLU:O 3:C:84:THR:HG23 2.05 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
5:E:428:CYS:HA 5:E:431:ARG:HG3 1.88 0.56
5:E:509:ASN:CG 5:E:523:LYS:HB2 2.24 0.56
6:F:56:THR:O 6:F:62:LEU:HD21 2.05 0.56
6:F:169:VAL:C 6:F:172:PRO:HD2 2.26 0.56
6:F:428:SER:O 6:F:431:MET:HG2 2.05 0.56
8:H:284:ILE:O 8:H:288:MET:HG2 2.06 0.56
1:1:264:ILE:O 1:1:265:ASP:HB3 2.05 0.56
2:J:239:ASP:0OD1 2:J:290:1ILE:HB 2.06 0.56
2:J:245:1LE:O 2:J:246:PHE:HD2 1.87 0.56
3:K:118:PRO:O 3:K:122:ILE:HG13 2.05 0.56
3:K:302:SER:O 3:K:303:ASP:CB 2.40 0.56
3:K:321:LYS:HB3 3:K:324:ASP:HB2 1.87 0.56
3:K:514:1LE:HA 3:K:517:ALA:HB3 1.86 0.56
4:L:7:SER:HA 7:0:35:ALA:HB1 1.86 0.56
4:1.:104:LEU:HD11 4:L:518:ILE:HD12 1.86 0.56
5:M:252:PRO:HA 5:M:255:PRO:C 2.26 0.56
6:N:452:LEU:O 6:N:455:PRO:CD 2.51 0.56
7:0:51:1ILE:HG22 7:0:53:ILE:HG23 1.87 0.56
7:0:109:MET:SD 7:0:514:THR:HB 2.45 0.56
8:P:427.:GLU.-HG2 8:P:459:VAL:HG21 1.85 0.56
1:A:266:ASP:N 1:A:267:PRO:CD 2.68 0.56
2:B:213:ILE:HG23 2:B:354:LEU:CD2 2.35 0.56
3:C:149:ALA:O 3:C:153:LYS:HG2 2.05 0.56
3:C:279:GLN:O 3:C:283:MET:HG2 2.05 0.56
7:G:494:LYS:O 7:G:495:PHE:CB 2.52 0.56
8:H:52:ASN:0OD1 8:H:66:ASN:HB2 2.06 0.56
3:K:226:ASN:OD1 3:K:365:PHE:HA 2.06 0.56
6:N:6:LEU:CD1 6:N:7:ASN:H 2.18 0.56
8:P:204:VAL:CG2 8:P:409:LYS:CB 2.82 0.56
8:P:486:GLU:H 8:P:487:PRO:HA 1.69 0.56
2:B:116:HIS:HE1 2:B:118:GLN:CB 2.18 0.56
3:C:355:PHE:HB2 3:C:368:LEU:HD13 1.87 0.56
4:D:110:LEU:HD13 | 4:D:439:ILE:HG23 1.87 0.56
4:D:485:ARG:HD2 4:D:485:ARG:N 2.20 0.56
5:E:255:PRO:HG3 5:E:336:LEU:HA 1.87 0.56
6:F:485:GLU:O 6:F:488:TYR:CB 2.52 0.56
7:G:71:LYS:HD2 7:G:72:LEU:HD12 1.88 0.56
8:H:300:VAL:HG13 8:H:321:LEU:HB3 1.87 0.56
1:1:159:ILE:O 1:1:162: THR:HG22 2.06 0.56
1:1:463:ALA:HB1 1:1:470:SER:HB2 1.86 0.56
2:J:237:THR:CB 2:J:288:GLN:O 2.54 0.56
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Atom-1 Atom-2 distance (A) overlap (A)

3:K:80:GLU:O 3:K:84:THR:HG23 2.05 0.56
4:1.:209:-MET:HA 4:1:377:-VAL:HG12 1.86 0.56
8:P:52:ASN:OD1 8:P:66:ASN:HB2 2.06 0.56
1:A:422:GLY:HA2 9:A:601:ADP:N3 2.20 0.56
2:B:45:LEU:CD2 2:B:56:VAL:HG22 2.35 0.56
2:B:237:THR:CB 2:B:288:GLN:O 2.54 0.56
2:B:242:LYS:HD3 3:C:269: TRP:CZ2 2.39 0.56
2:B:319:LEU:HD22 | 2:B:320:VAL:HG13 1.88 0.56
2:B:450:PHE:CB 2:B:455:LEU:HD22 2.36 0.56
3:C:12:GLN:NE2 3:C:529:GLY:HA2 2.21 0.56
3:C:335:THR:O 3:C:337:VAL:HG23 2.06 0.56
4:D:372:ARG:N 4:D:373:PRO:HD3 2.21 0.56
8:H:68:ALA:O 8:H:72:.LEU.-HG 2.05 0.56
2:J:375:GLN:HE22 6:N:75:LEU:HB2 1.70 0.56
3:K:335:THR:O 3:K:337:VAL:HG23 2.06 0.56
5:M:84: THR:HG22 5:M:86:ASP:N 2.18 0.56
7:0:121:SER:HB3 7:0:123:HIS:CE1 2.41 0.56
7:0:282:LEU:O 7:0:285:VAL:HG12 2.05 0.56
8:P:123:SER:OG 8:P:126:GLU:HG3 2.06 0.56
1:A:76:GLN:O 1:A:77:HIS:HB3 2.06 0.56
4:D:177:SER:O 4:D:181:ILE:HG12 2.05 0.56
4:D:219:ALA:HB1 4:D:221:LYS:NZ 2.20 0.56
6:F:143:LEU:HA 6:F:144:SER:C 2.24 0.56
6:F:154:ALA:HB2 6:F:402:VAL:HG22 1.87 0.56
6:F:415:ALA:O 6:F:491:VAL:HG23 2.06 0.56
6:F:424:ARG:HG2 6:F:483:SER:CA 2.34 0.56
7:G:323:MET:HA 7:G:326:VAL:HG22 1.88 0.56
1:1:209:HIS:HE1 7:0:89:ALA:HB2 1.71 0.56
2:J:16:GLU:HG3 2:J:17:ASN:H 1.70 0.56
3:K:9:ASN:HD22 3:K:10:ALA:H 1.53 0.56
3:K:149:ALA:O 3:K:153:LYS:HG2 2.05 0.56
6:N:29:LEU:O 6:N:33:LEU:HD23 2.05 0.56
6:N:143:LEU:CD1 6:N:145:ASN:CG 2.74 0.56
6:N:541:LEU:HB2 6:N:542:LYS:HA 0.59 0.56
7:0:43: THR:CG2 7:0:64:ASN:CB 2.83 0.56
8:P:284:1LE:O 8:P:288:MET:HG2 2.05 0.56
1:A:183:ALA:HBI1 1:A:383:SER:HB2 1.87 0.56
2:B:32:LEU:HD12 6:F:532:GLU:OE2 2.05 0.56
2:B:239:ASP:0OD1 2:B:290:ILE:HB 2.06 0.56
3:C:118:PRO:O 3:C:122:ILE:HG13 2.05 0.56
7:G:23:LYS:HA 7:G:26:ILE:CG2 2.36 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
2:J:37:LEU:HB2 2:J:444.LEU:HD13 1.87 0.56
2:J:47:GLN:OE1 2:J:54:CYS:HB3 2.05 0.56
3:K:264:GLU:O 3:K:265:LYS:CB 2.54 0.56
4:L:120:ILE:HA 4:1.:123:SER:HB3 1.87 0.56
4:1:219:ALA:HB1 4:1.:221:LYS:NZ 2.20 0.56
4:1.:242:SER:O 4:1.:244:PRO:HD3 2.06 0.56
5:M:428:CYS:HA 5:M:431:ARG:HG3 1.88 0.56
6:N:203:SER:C 6:N:205:LYS:N 2.58 0.56
1:A:187:VAL:HB 1:A:382:SER:N 2.21 0.56
2:B:326:VAL:CG1 3:C:304:LEU:HD22 2.36 0.56
3:C:223:VAL:HG12 3:C:224:LEU:N 2.20 0.56
9:D:601:ADP:03’ 9:D:601:ADP:C8 2.59 0.56
6:F:424:ARG:NH1 6:F:479:ASP:CB 2.69 0.56
6:F:541:LEU:HB2 6:F:542:LYS:HA 0.60 0.56
7:G:121:SER:HB3 7:G:123:HIS:CE1 2.41 0.56
7:G:420:VAL:HG23 | 7:G:446:LEU:HD13 1.88 0.56
2:J:402:LEU:HD21 2:J:483:ARG:CG 2.36 0.56
2:J:450:PHE:CB 2:J:455:LEU:HD22 2.36 0.56
6:N:47:VAL:HG12 6:N:48:ASP:H 1.71 0.56
6:N:92: THR:HG21 10:N:602:BEF:F3 1.95 0.56
7:0:41:LYS:N 7:0:42:PRO:CD 2.69 0.56
8:P:25:ASP:HA 8:P:28:ILE:HG13 1.87 0.56
8:P:323:VAL:HG23 8:P:323:VAL:O 2.06 0.56
1:A:159:ILE:O 1:A:162: THR:HG22 2.06 0.56
2:B:37:LEU:HB2 2:B:444:.LEU:HD13 1.87 0.56
2:B:47:GLN:OE1 2:B:54:CYS:HB3 2.05 0.56
2:B:63:ILE:HG23 2:B:64:LEU:HG 1.88 0.56
4:D:242:SER:O 4:D:244:PRO:HD3 2.06 0.56
8:H:25:ASP:HA 8:H:28:ILE:HG13 1.87 0.56
&:H:29:ILE:CG2 8:H:30:LYS:N 2.69 0.56
1:I:76:GLN:O 1:1:77:HIS:HB3 2.06 0.56
1:1:266:ASP:N 1:1:267:PRO:CD 2.68 0.56
2:J:63:ILE:HG23 2:J:64:LEU:HG 1.88 0.56
2:J:230:LYS:H 2:J:281:ILE:CG2 2.18 0.56
4:1.:527:SER:HB3 4:1.:528:ARG:HH21 1.71 0.56
6:N:540: THR:O 6:N:541:LEU:CD2 2.54 0.56
7:0:323:MET:HA 7:0:326:VAL:HG22 1.88 0.56
1:A:252:GLN:HG3 1:A:253:LYS:H 1.71 0.55
1:A:329:ILE:HD13 1:A:374:ILE:HD12 1.87 0.55
2:B:16:GLU:HG3 2:B:17:ASN:H 1.71 0.55
2:B:402:LEU:HD11 | 2:B:483:ARG:HG3 1.88 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:475:ASN:HD22 2:B:475:ASN:N 1.92 0.55
5:E:35:GLN:OE1 5:E:36:GLY:HA3 2.06 0.55
5:E:74:LEU:CG 5:E:93:GLN:HB3 2.35 0.55
5:E:252:PRO:HA 5:E:255:PRO:C 2.26 0.55
1:1:187:VAL:HB 1:1:382:SER:N 2.21 0.55
1:1:517:VAL:O 1:I:518:LEU:CD2 2.54 0.55
2:J:5:ILE:O 3:K:71:ALA:N 2.39 0.55
4:1.:372:ARG:N 4:1.:373:PRO:HD3 2.21 0.55
4:1.:394:LEU:HA 4:1,:397:ALA:HB3 1.88 0.55
5:M:181:LEU:HA 5:M:205:VAL:HG21 1.89 0.55
1:A:500: TYR:HA 1:A:511:ASP:HA 1.89 0.55
1:A:517:VAL:O 1:A:518:LEU:CD2 2.54 0.55
2:B:115:ILE:HG12 5:M:492:ILE:HD11 1.88 0.55
3:C:226:ASN:OD1 3:C:365:PHE:HA 2.06 0.55
3:C:321:LYS:HB3 3:C:324:ASP:HB2 1.87 0.55
5:E:350:GLU:C 5:E:352:GLU:N 2.55 0.55
6:F:45:MET:HA 6:F:54:LYS:O 2.05 0.55
6:F:47:-VAL:HG12 6:F:48:ASP:H 1.70 0.55
1:1:182:ASP:O 1:1:186:ALA:HB3 2.05 0.55
3:K:482: THR:HA 3:K:493:ASP:HA 1.87 0.55
6:N:68:ILE:HD13 6:N:74:VAL:HG22 1.89 0.55
6:N:209:PHE:CZ 6:N:211:LYS:HD2 2.41 0.55
1:A:350:PHE:CE2 1:A:354:TYR:CB 2.85 0.55
3:C:322:LYS:HG3 3:C:323:SER:N 2.21 0.55
4:D:209:MET:HA 4:D:377:VAL:HG12 1.86 0.55
4:D:411:1LE:HG13 | 4:D:501:VAL:HG22 1.87 0.55
5:E:181:LEU:HA 5:E:205:VAL:HG21 1.88 0.55
5:E:351:LEU:HD13 5:E:351:LEU:N 2.22 0.55
6:F:5:LEU:CB 6:F:6:LEU:C 2.75 0.55
6:F:68:ILE:HD13 6:F:74:VAL:HG22 1.89 0.55
6:F:151:LEU:CG 6:F:175: THR:HG23 2.31 0.55
7:G:58:GLN:NE2 7:G:58:GLN:HA 2.22 0.55
1:1:273:ILE:HG21 5:M:295:TYR:CE2 2.41 0.55
2:J:511:VAL:HB 2:J:514:1LE:HD11 1.88 0.55
3:K:506:LYS:O 3:K:510:VAL:HG23 2.06 0.55
5:M:273: THR:CG2 5:M:364:PRO:CA 2.72 0.55
5:M:351:LEU:HD13 5:M:351:LEU:N 2.22 0.55
6:N:489:VAL:O 6:N:490:GLY:C 2.41 0.55
8:P:68:ALA:O 8:P:72:LEU:HG 2.06 0.55
2:B:3:VAL:C 2:B:5:ILE:HG21 2.25 0.55
2:B:402:LEU:HD21 2:B:483:ARG:CG 2.36 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
6:F:540:THR:O 6:F:541:LEU:CD2 2.54 0.55
1:1:484:SER:OG 1:1:498:ARG:CB 2.55 0.55
2:J:319:LEU:HD22 2:J:320:VAL:HG13 1.88 0.55
4:1:521:1ILE:HD11 7:0:62:1ILE:HD12 1.82 0.55
7:0:23:LYS:HA 7:0:26:ILE:CG2 2.36 0.55
7:0:492:PHE:HA 7:0:497:TRP:NE1 2.21 0.55
8:P:29:ILE:CG2 8:P:30:LYS:N 2.69 0.55
1:A:252: GLN:HB2 1:A:303:ASP:HB2 1.89 0.55
3:C:104:LEU:HD21 3:C:517:ALA:HA 1.89 0.55
6:F:143:LEU:CD1 6:F:145:ASN:CG 2.74 0.55
7:G:109:MET:SD 7:G:514:THR:HB 2.45 0.55
7:G:294:LEU:CD2 7:G:315:ALA:HB3 2.37 0.55
2:J:402:LEU:HD11 2:J:483:ARG:HG3 1.88 0.55
2:J:460:ARG:O 2:J:463:1ILE:HG22 2.07 0.55
4:1:524:1LE:O 4:1.:524:1LE:HG22 2.06 0.55
6:N:5:LEU:CB 6:N:6:LEU:C 2.75 0.55
6:N:35: THR:HG22 6:N:42:THR:H 1.72 0.55
6:N:160: THR:H 6:N:164:ALA:CB 2.20 0.55
6:N:415:ALA:O 6:N:491:VAL:HG23 2.06 0.55
6:N:424:ARG:NH1 6:N:479:ASP:CB 2.69 0.55
1:A:484:SER:OG 1:A:498:ARG:CB 2.55 0.55
3:C:47T-MET:HE2 3:C:49:LEU:HD21 1.87 0.55
4:D:207:-THR:HB 4:D:378:VAL:O 2.07 0.55
6:F:209:PHE:CZ 6:F:211:LYS:HD2 2.41 0.55
8:H:323:VAL:HG23 8:H:323:VAL:O 2.06 0.55
1:I:76:GLN:O 1:.1:77:HIS:CB 2.55 0.55
1:1:252:GLN:HG3 1:1:253:LYS:H 1.71 0.55
2:J:45:LEU:CD2 2:J:56:VAL:HG22 2.36 0.55
4:1.:298:ASN:CB 4:1.:299:ASP:HA 2.37 0.55
4:1.:485:ARG:HD?2 4:1.:485:ARG:N 2.20 0.55
5:M:470:ARG:O 5:M:474:GLN:HG3 2.07 0.55
7:0:115:PHE:O 7:0:119:GLY:HA3 2.07 0.55
7:0:126:MET:HE2 7:0:126:MET:HA 1.88 0.55
8:P:328:GLU:HG3 | 8:P:331:ARG:HH12 1.72 0.55
1:A:92:ARG:HB3 5:E:388: THR:HA 1.89 0.55
3:C:482:THR:HA 3:C:493:ASP:HA 1.87 0.55
4:D:394:LEU:HA 4:D:397:ALA:HB3 1.89 0.55
6:F:92: THR:CG2 10:F:602:BEF:F3 2.44 0.55
6:F:160: THR:H 6:F:164:ALA:CB 2.20 0.55
6:F:214:VAL:O 6:F:215:LEU:HD23 2.06 0.55
7:G:34:VAL:O 7:G:38:GLU:HG2 2.06 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
7:G:41:LYS:N 7:G:42:PRO:CD 2.69 0.55
3:K:104:LEU:HD21 3:K:517:ALA:HA 1.89 0.55
3:K:508:GLN:HG2 8:P:215:GLY:HA2 1.89 0.55
6:N:143:LEU:HA 6:N:144:SER:C 2.24 0.55
8:P:146:VAL:C 8:P:148:GLY:H 2.10 0.55
2:B:229:ALA:HB3 2:B:339:GLU:O 2.07 0.55
2:B:460:ARG:O 2:B:463:1LE:HG22 2.07 0.55
2:B:514:1ILE:CD1 3:C:47:MET:HB3 2.35 0.55
3:C:264:GLU:O 3:C:265:LYS:CB 2.54 0.55
5:E:173:ASP:HB3 5:E:437:SER:HB3 1.87 0.55
2:J:3:VAL:C 2:J:5:ILE:HG21 2.24 0.55
2:J:4:GLN:N 2:J:5:ILE:HG12 2.19 0.55
2:J:173:PHE:HA 2:J:176:LEU:HD12 1.89 0.55
2:J:475:ASN:HD22 2:J:475:ASN:N 1.92 0.55
3:K:322:LYS:HG3 3:K:323:SER:N 2.21 0.55
4:1:81:VAL:HG22 7:0:382:ALA:HB2 1.89 0.55
4:1:207:-THR:HB 4:1.:378:VAL:O 2.07 0.55
4:1.:410:LEU:HD22 4:1,:498:LEU:HB3 1.89 0.55
6:N:195:GLU:CG 6:N:197:-MET:SD 2.94 0.55
6:N:214:VAL:O 6:N:215:LEU:HD23 2.07 0.55
6:N:277:-1LE:HG21 6:N:295:1LE:HG13 1.89 0.55
7:0:386:1LE:O 7:0:389:VAL:HB 2.07 0.55
8:P:24:ALA:CB 8:P:531:ALA:HBI1 2.37 0.55
2:B:95:VAL:HG22 2:B:497:VAL:HG22 1.89 0.55
2:B:173:PHE:HA 2:B:176:LEU:HD12 1.89 0.55
3:C:275:ILE:CA 8:H:274:.LEU.HD21 2.37 0.55
4:D:375:VAL:HG12 4:D:376:SER:N 2.22 0.55
6:F: 277 1ILE:HG21 6:F:295:1LE:HG13 1.89 0.55
6:F:353:LEU:N 6:F:369:GLU:HB3 2.22 0.55
6:F:372:ASP:N 6:F:373:PRO:HD3 2.22 0.55
6:F:406:LEU:C 6:F:407:LYS:HE3 2.27 0.55
2:J:39:PRO:HA 2:J:163:SER:CA 2.37 0.55
3:K:523:VAL:HA 8:P:52:ASN:O 2.06 0.55
5:M:35:GLN:OE1 5:M:36:GLY:HA3 2.06 0.55
6:N:171:THR:O 6:N:175:THR:CB 2.55 0.55
6:N:538:ARG:HH11 | 6:N:538:ARG:HG3 1.71 0.55
6:N:541:LEU:HB2 6:N:542:LYS:CB 2.32 0.55
7:0:71:LYS:HD2 7:0:72:LEU:HD12 1.88 0.55
3:C:124:ALA:HBI1 3:C:441:PRO:CB 2.37 0.55
5:E:88:ALA:CB 5:E:109:LYS:NZ 2.68 0.55
6:F:199:MET:O 6:F:381:LYS:CE 2.55 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
6:F:538:ARG:HH11 | 6:F:538:ARG:HG3 1.71 0.55
8:H:123:SER:0G 8:H:126:GLU:HG3 2.06 0.55
1:1:252:GLN:HB2 1:1:303:ASP:HB2 1.89 0.55
4:1:411:1LE:HG13 4:1:501:VAL:HG22 1.87 0.55
6:N:372:ASP:N 6:N:373:PRO:HD3 2.22 0.55
7:0:58:GLN:NE2 7:0:58:GLN:HA 2.22 0.55
7:0:455:GLU:HG3 7:0:461:ALA:HB2 1.88 0.55
1:A:94:ILE:HD11 1:A:526:LYS:HB2 1.89 0.54
1:A:460:LYS:HD?2 3:K:113:GLU:HB2 1.89 0.54
2:B:422:ILE:HG21 2:B:427:SER:CB 2.36 0.54
3:C:370:ASN:OD1 3:C:1054:GLY:HA2 2.07 0.54
4:D:196:LEU:HD22 | 4:D:377:VAL:CG2 2.37 0.54
4:D:214:VAL:HG13 | 4:D:362:ARG:HG2 1.89 0.54
4:D:524:1LE:HG22 4:D:524:1LE:O 2.07 0.54
7:G:191:ARG:HB3 7:G:193:ASP:O 2.07 0.54
7:G:440:ASN:O 7:G:444:1L.YS:HD3 2.08 0.54
2:J:127:ALA:CB 2:J:430:VAL:HG22 2.31 0.54
2:J:210:GLU:HB3 2:J:357:SER:O 2.07 0.54
3:K:432:LYS:HA 3:K:439:GLN:HE21 1.72 0.54
4:1.:499:GLN:HE22 9:L:601:ADP:HT’ 1.72 0.54
6:N:33:LEU:HD22 6:N:33:LEU:N 2.22 0.54
6:N:353:LEU:N 6:N:369:GLU:HB3 2.22 0.54
2:B:192:HIS:CD2 2:B:193:1ILE:HG23 2.42 0.54
2:B:511:VAL:HB 2:B:514:ILE:HD11 1.88 0.54
4:D:70:ILE:HA &:H:15:LYS:HZ3 1.72 0.54
4:D:418:GLU:HG2 4:D:450:ILE:HB 1.89 0.54
6:F:171:THR:O 6:F:175:THR:CB 2.55 0.54
6:F:215:LEU:HB3 6:F:217:HIS:CD2 2.36 0.54
1:1:548:ASP:0OD2 1:1:548:ASP:N 2.37 0.54
2:J:505:ALA:O 2:J:509:LEU:HB2 2.07 0.54
4:1:418:GLU:HG2 4:1.:450:1ILE:HB 1.89 0.54
6:N:75:LEU:HD21 6:N:523:1ILE:HG23 1.89 0.54
6:N:199:MET:O 6:N:381:LYS:CE 2.55 0.54
6:N:424:ARG:HG2 6:N:483:SER:CA 2.34 0.54
7:0:294:LEU:CD2 7:0:315:ALA:HB3 2.36 0.54
1:A:90:GLN:NE2 1:A:527:SER:HB3 2.22 0.54
2:B:4:GLN:N 2:B:5:ILE:HG12 2.19 0.54
4:D:527:SER:HB3 | 4:D:528:ARG:HH21 1.71 0.54
5:E:84: THR:HG23 5:E:418:GLU:OE2 2.08 0.54
5:E:470:ARG:O 5:E:474:GLN:HG3 2.07 0.54
6:F:75:LEU:HD21 6:F:523:ILE:HG23 1.89 0.54
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6:F:324:ASN:O 6:F:328:LEU:N 2.33 0.54
8:H:138: THR:HG21 | &:H:452:PHE:HE1 1.72 0.54
2:J:326:VAL:HG13 | 3:K:304:LEU:HD22 1.90 0.54
3:K:12:GLN:NE2 3:K:529:GLY:HA2 2.21 0.54
6:N:501:PRO:O 6:N:504:GLU:N 2.39 0.54
7:0:420:VAL:HG23 | 7:0:446:LEU:HD13 1.88 0.54
1:A:412: THR:OG1 1:A:520:PRO:HG3 2.08 0.54
2:B:284:PHE:HB3 2:B:305:SER:HB3 1.89 0.54
2:B:289:LEU:HD13 | 2:B:294:PRO:HG3 1.90 0.54
2:B:326:VAL:CG2 3:C:304:LEU:HD22 2.37 0.54
3:C:262:GLU:H 8:H:266:LEU:HD11 1.73 0.54
4:D:196:LEU:HD22 | 4:D:377:VAL:HG22 1.89 0.54
2:J:31:ASP:OD1 2:J:32:LEU:N 2.40 0.54
2:J:95:VAL:HG22 2:J:497:VAL:HG22 1.89 0.54
2:J:196:ILE:O 2:J:367:ILE:HA 2.07 0.54
2:J:284:PHE:HB3 2:J:305:SER:HB3 1.89 0.54
4:1.:28:ALA:HBI1 4:1:78:LEU:HD11 1.89 0.54
4:1,:46:LYS:HG3 8:P:532: THR:HG23 1.89 0.54
4:1.:214:VAL:HG13 | 4:L:362:ARG:HG2 1.89 0.54
5:M:173:ASP:HB3 5:M:437:SER:HB3 1.87 0.54
6:N:155:ARG:CB 6:N:171: THR:HG23 2.38 0.54
7:0:397:1LE:O 7:0:400:VAL:HG22 2.07 0.54
1:A:44:LEU:HD21 1:A:103:ILE:HD12 1.89 0.54
1:A:267:PRO:HB3 1:A:268:GLU:C 2.28 0.54
2:B:504:ALA:O 2:B:508:LEU:HB3 2.07 0.54
6:F:33:LEU:HD22 6:F:33:LEU:N 2.21 0.54
6:F:35:THR:HG22 6:F:42:THR:H 1.72 0.54
7:G:115:PHE:O 7:G:119:GLY:HA3 2.07 0.54
1:1:500: TYR:HA 1:1:511:ASP:HA 1.89 0.54
2:J:192:HIS:CD2 2:J:193:ILE:HG23 2.42 0.54
3:K:334:ALA:HB2 3:K:349:GLY:N 2.23 0.54
3:K:370:ASN:OD1 | 3:K:1054:GLY:HA2 2.07 0.54
5:M:476:LEU:HD11 | 5:M:538:ILE:HD11 1.90 0.54
6:N:488:TYR:O 6:N:489:VAL:CB 2.56 0.54
7:0:34:VAL:O 7:0:38:GLU:HG2 2.06 0.54
1:A:76:GLN:O 1:A:77:HIS:CB 2.55 0.54
2:B:455:LEU:HG 2:B:472:LEU:HD13 1.90 0.54
3:C:241:PRO:O 3:C:350: THR:HG23 2.08 0.54
3:C:515:GLU:OE2 | 8:H:390:THR:HG22 2.08 0.54
4:D:28:ALA:HB1 4:D:78:LEU:HD11 1.89 0.54
7:G:397:ILE:O 7:G:400:VAL:HG22 2.07 0.54

Continued on next page...




Page 104

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

8:H:131:TYR:HD2 8:H:452:PHE:CD2 2.24 0.54
1:1:350:PHE:HE2 1:1:354: TYR:CB 2.16 0.54
1:1:532: LEU:HD22 1:1:536: VAL:HG23 1.90 0.54
2:J:27:ILE:HA 2:J:100:ALA:HB1 1.88 0.54
2:J:70:ASP:HB3 6:N:5:LEU:HD22 1.87 0.54
6:N:406:LEU:C 6:N:407:LYS:HE3 2.27 0.54
6:N:434:LEU:O 6:N:438:GLY:HA2 2.08 0.54
7:0:440:ASN:O 7:0:444:LYS:HD3 2.08 0.54
8:P:288:MET:HE2 R:P:313:LEU:HG 1.89 0.54
2:B:459:LEU:CD2 2:B:472:LEU:HG 2.33 0.54
2:B:505:ALA:O 2:B:509:LEU:HB2 2.07 0.54
3:C:334:ALA:HB2 3:C:349:GLY:N 2.23 0.54
4:D:273:ASN:HD22 | 7:G:268:GLN:HE22 1.56 0.54
5:E:350:GLU:O 5:E:351:.LEU:C 2.46 0.54
6:F:434:LEU:O 6:F:438:GLY:HA2 2.08 0.54
6:F:501:PRO:O 6:F:504:GLU:N 2.39 0.54
8:H:237:LYS:HB2 8:H:314:ASN:CB 2.31 0.54
1:1:431:ILE:HG13 1:1:435:ASN:HD22 1.73 0.54
2:J:245:1LE:O 2:J:246:PHE:CB 2.56 0.54
2:J:445:ALA:HB2 2:J:455:LEU:HD23 1.90 0.54
2:J:455:LEU:HG 2:J:472:LEU:HD13 1.90 0.54
2:J:514:1ILE:CD1 3:K:47:-MET:HB3 2.30 0.54
5:M:88:ALA:CB 5:M:109:LYS:NZ 2.68 0.54
6:N:451:LEU:O 6:N:455:PRO:HD3 2.07 0.54
7:0:241:1LE:HG12 7:0:292:1LE:HG23 1.89 0.54
8:P:131:TYR:HD2 8:P:452:PHE:CD2 2.24 0.54
1:A:350:PHE:CD2 1:A:351:GLU:N 2.72 0.54
2:B:40:LYS:HA 6:F:116:ARG:HG3 1.90 0.54
2:B:213:ILE:HG23 | 2:B:354:LEU:HD23 1.90 0.54
3:C:506:LYS:O 3:C:510:VAL:HG23 2.06 0.54
6:F:155:ARG:CB 6:F:171: THR:HG23 2.38 0.54
6:F:236:LEU:O 6:F:297:ASN:HA 2.08 0.54
6:F:481:GLN:O 6:F:485:GLU:HG2 2.07 0.54
7:G:206:GLY:O 7:G:379:ARG:HD2 2.07 0.54
7:G:455:GLU:HG3 7:G:461:ALA:HB2 1.88 0.54
1:1:12:THR:HB 5:M:96:LEU:HA 1.90 0.54
2:J:242:LYS:HE2 2:J:247:GLY:H 1.69 0.54
2:J:359:CYS:CB 2:J:360:LYS:HA 2.38 0.54
3:K:124:ALA:HB1 3:K:441:PRO:CB 2.37 0.54
6:N:125:ALA:CA 6:N:426:LEU:HD21 2.38 0.54
7:0:208:ALA:HB1 7:0:210:GLU:OE1 2.08 0.54
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8:P:138: THR:HG21 8:P:452:PHE:HE1 1.72 0.54
2:B:45:LEU:HB2 6:F:533:LEU:CB 2.38 0.54
2:B:49:ALA:HB1 6:F:538:ARG:HB2 1.90 0.54
2:B:359:CYS:CB 2:B:360:LYS:HA 2.38 0.54
4:D:110:LEU:CD1 4:D:439:1ILE:HG23 2.38 0.54
6:F:488:TYR:O 6:F:489:VAL:CB 2.56 0.54
2:J:213:ILE:HG23 2:J:354:LEU:HD23 1.90 0.54
5:M:188:LEU:CB 5:M:197:HIS:HB2 2.38 0.54
6:N:15:ARG:O 6:N:18:ALA:HB3 2.08 0.54
6:N:154:ALA:HB2 6:N:402:VAL:HG22 1.87 0.54
7:0:377:LEU:H 7:0:377:LEU:CD1 2.19 0.54
2:B:27:ILE:HA 2:B:100:ALA:HB1 1.88 0.54
2:B:210:GLU:HB3 2:B:357:SER:O 2.07 0.54
2:B:409:MET:HA 2:B:409:MET:CE 2.38 0.54
3:C:457:ILE:HD11 3:C:467:LEU:HD22 1.90 0.54
5:E:61:ILE:O 5:E:61:1ILE:HD13 2.08 0.54
5:E:355:ALA:HB2 5:E:362:1LE:HD11 1.90 0.54
6:F:16:ASP:O 6:F:19:LEU:HB2 2.08 0.54
6:F:43:LEU:-HD22 6:F:57:-LYS:HB2 1.84 0.54
7:G:174:ASN:ND2 7:G:209:MET:SD 2.80 0.54
7:G:208:ALA:HB1 7:G:210:GLU:OE1 2.08 0.54
7:G:492:PHE:HA 7:G:497: TRP:NE1 2.21 0.54
8:H:24:ALA:CB 8:H:531:ALA:O 2.56 0.54
8:H:252:CYS:HB2 8:H:343:ARG:H 1.73 0.54
1:1:90:GLN:NE2 1:1:527:SER:HB3 2.22 0.54
1:1:458:ILE:N 1:1:458:ILE:HD12 2.24 0.54
2:J:289:LEU:HD12 2:J:289:LEU:O 2.08 0.54
2:J:289:LEU:HD13 2:J:294:PRO:HG3 1.90 0.54
4:1:521:ILE:CG2 7:0:50:ASP:O 2.55 0.54
1:A:36:VAL:HG13 1:A:70:LEU:HD22 1.89 0.53
1:A:184:LEU:CD2 1:A:184:LEU:C 2.76 0.53
4:D:258:ARG:CD 8:H:283:GLN:HE21 2.20 0.53
4:D:423:ARG:HH12 4:D:473:HIS:CD2 2.26 0.53
4:D:485:ARG:HH22 | 9:D:601:ADP:HN62 1.55 0.53
5:E:88:ALA:CB 5:E:119:.THR:HB 2.29 0.53
6:F:105:ALA:C 6:F:107:ARG:H 2.10 0.53
6:F:183:ASP:N 6:F:183:ASP:OD1 2.41 0.53
6:F:451:LEU:O 6:F:455:PRO:HD3 2.07 0.53
7:G:75:VAL:HG11 7:G:80:ALA:HB1 1.89 0.53
7:G:377:LEU:H 7:G:377:LEU:CD1 2.19 0.53
7:G:386:ILE:O 7:G:389:VAL:HB 2.07 0.53
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8:H:213:MET:HE2 8:H:391:GLN:HG3 1.89 0.53
8:H:288:-MET:HE2 &:H:313:LEU:HG 1.90 0.53
8:H:354:LEU:HD23 8:H:354:LEU:H 1.73 0.53
1:1:267:PRO:HB3 1:1:268:GLU:C 2.28 0.53
2:J:504:ALA:O 2:J:508:LEU:HB3 2.07 0.53
3:K:241:PRO:O 3:K:350: THR:HG23 2.08 0.53
4:1.:196:LEU:HD22 | 4:1:377:VAL:HG22 1.89 0.53
6:N:16:ASP:O 6:N:19:LEU:HB2 2.08 0.53
6:N:481:GLN:O 6:N:485:GLU:HG2 2.08 0.53
8:P:24:ALA:CB 8:P:531:ALA:O 2.56 0.53
1:A:20:ILE:CB 1:A:25:ILE:HG12 2.38 0.53
2:B:196:ILE:O 2:B:367:ILE:HA 2.09 0.53
4:D:410:LEU:HD22 | 4:D:498:LEU:HB3 1.89 0.53
6:F:125:ALA:CA 6:F:426:LEU:HD21 2.38 0.53
7:G:420:VAL:CG2 | 7:G:446:LEU:HD13 2.38 0.53
1:1:363:GLN:HA 1:1:372:1LE:HA 1.90 0.53
2:J:422:1LE:HG21 2:J:427:SER:CB 2.36 0.53
4:1,:196:LEU:HD22 4:L:377:VAL:CG2 2.37 0.53
4:1:375:VAL:HG12 4:L:376:SER:N 2.22 0.53
6:N:57:LYS:NZ 6:N:57:LYS:O 2.40 0.53
6:N:236:LEU:O 6:N:297:ASN:HA 2.08 0.53
8:P:354:LEU:HD23 8:P:354:LEU:H 1.74 0.53
2:B:31:ASP:OD1 2:B:32:LEU:N 2.40 0.53
2:B:39:PRO:HA 2:B:163:SER:CA 2.37 0.53
2:B:198:ILE:O 2:B:377:LEU:CD2 2.55 0.53
5:E:476:LEU:HD11 5:E:538:ILE:HD11 1.90 0.53
8:H:24:ALA:CB 8:H:531:ALA:HB1 2.37 0.53
1:1:63: THR:HG22 1:1:65:ASP:N 2.22 0.53
1:1:94:.1LE:HD11 1:1:526:LYS:HB2 1.89 0.53
1:1:158:ASN:CG 1:1:516:GLY:HA2 2.28 0.53
1:1:412: THR:OG1 1:1:520:PRO:HG3 2.08 0.53
2:J:459:LEU:CD2 2:J:472:LEU-HG 2.33 0.53
6:N:406:LEU:HB3 6:N:407:LYS:NZ 2.24 0.53
7:0:75:VAL:HG11 7:0:80:ALA:HB1 1.89 0.53
8:P:428:.1LE:HD13 | 8:P:478:LEU:HD13 1.89 0.53
5:E:81:ILE:HG22 5:E:414:MET:HE1 1.89 0.53
6:F:117:1ILE:CG1 5:M:33:LYS:HE2 2.34 0.53
2:J:49:ALA:HB2 6:N:536:ALA:O 2.08 0.53
2:J:229:ALA:HB3 2:J:339:GLU:O 2.07 0.53
3:K:457:ILE:HD11 | 3:K:467:LEU:HD22 1.90 0.53
4:1:110:LEU:CD1 4:1:439:1LE:HG23 2.38 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
5:M:84: THR:HG23 | 5:M:418:GLU:OE2 2.08 0.53
5:M:350:GLU:O 5:M:351:LEU:C 2.46 0.53
8:P:229:ASN:HA 8:P:368:VAL:HG22 1.90 0.53
8:P:420:LEU:HD23 8:P:421:PRO:N 2.24 0.53
1:A:431:ILE:HG13 | 1:A:435:ASN:HD22 1.73 0.53
1:A:532:LEU:HD22 | 1:A:536:VAL:HG23 1.90 0.53
2:B:124:TYR:O 2:B:128:SER:HB2 2.08 0.53
2:B:127:ALA:CB 2:B:430:VAL:HG22 2.31 0.53
2:B:201:GLY:N 6:F:86:1LE:HD12 2.21 0.53
2:B:319:LEU:CD2 2:B:357:SER:OG 2.57 0.53
3:C:432:LYS:HA 3:C:439:GLN:HE21 1.72 0.53
6:F:35:THR:HG21 6:F:42: THR:O 2.08 0.53
7:G:201:ILE:HG21 7:G:390:GLU:HG3 1.90 0.53
7:G:225:SER:HB3 7:G:314:CYS:O 2.09 0.53
8:H:420:LEU:HD23 8:H:421:PRO:N 2.24 0.53
4:1.:491:ASN:HB2 4:1.:494:GLU:OE1 2.09 0.53
5:M:93:GLN:NE2 5:M:93:GLN:HA 2.23 0.53
5:M:471:GLY:HA2 5:M:474:GLN:OE1 2.08 0.53
6:N:183:ASP:N 6:N:183:ASP:0OD1 2.41 0.53
7:0:206:GLY:O 7:0:379:ARG:HD2 2.07 0.53
1:A:63: THR:HG22 1:A:65:ASP:N 2.22 0.53
1:A:158:ASN:CG 1:A:516:GLY:HA2 2.28 0.53
4:D:77:-MET:CE 7:G:384:GLN:HB2 2.39 0.53
6:F:36:ASN:HA 6:F:57:LYS:CD 2.38 0.53
6:F:105:ALA:HA 6:F:108:PHE:CD2 2.44 0.53
6:F:416:GLY:HA2 6:F:419:TYR:CD2 2.44 0.53
6:F:437:LYS:HE2 6:F:437:LYS:CA 2.33 0.53
8:H:27:GLN:O 8:H:31:SER:N 2.33 0.53
1:1:20:ILE:CB 1:1:25:ILE:HG12 2.38 0.53
2:J:30:GLY:CA 2:J:33:VAL:CG2 2.86 0.53
2:J:124:TYR:O 2:J:128:SER:HB2 2.08 0.53
3:K:422:ALA:HA 3:K:475:HIS:CE1 2.44 0.53
4:1:36:ARG:HE 4:L:98:ILE:CG2 2.18 0.53
4:1.:423:ARG:HH12 4:1.:473:HIS:CD2 2.26 0.53
7:0:191:ARG:HB3 7:0:193:ASP:O 2.08 0.53
3:C:269: TRP:HH2 6:F:248:ASN:H 1.56 0.53
5:E:58:ALA:CB 5:E:127:SER:HB3 2.39 0.53
5:E:100:ILE:O 5:E:103:LEU:HB2 2.08 0.53
6:F:45:-MET:HA 6:F:55:LEU:HA 1.91 0.53
1:I:44:LEU:HD21 1:1:103:ILE:HD12 1.89 0.53
2:J:43:ASP:O 6:N:530:CYS:HA 2.09 0.53
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2:J:45:LEU:HD12 6:N:533:LEU:HD13 1.91 0.53
3:K:413:SER:HB3 | 3:K:419:THR:HG21 1.91 0.53
4:1.:249:GLU:O 7:0:259:VAL:HG12 2.09 0.53
5:M:58:ALA:CB 5:M:127:SER:HB3 2.39 0.53
5:M:227:GLN:O 5:M:407:PHE:HA 2.09 0.53
5:M:350:GLU:C 5:M:352:GLU:H 2.11 0.53
6:N:105:ALA:HA 6:N:108:PHE:CD2 2.44 0.53
6:N:143:LEU:HD11 6:N:145:ASN:CG 2.29 0.53
2:B:376: THR:HA 2:B:379:GLU:HB2 1.91 0.53
5:E:188:LEU:CB 5:E:197:HIS:HB2 2.38 0.53
5:E:273: THR:CG2 5:E:364:PRO:CA 2.72 0.53
6:F:5:LEU:CA 6:F:6:LEU:HB2 2.34 0.53
6:F:15:ARG:O 6:F:18:ALA:HB3 2.08 0.53
1:1:498:ARG:O 1:1:499:ASN:CB 2.56 0.53
5:M:81:ILE:HG22 5:M:414:MET:HE1 1.91 0.53
6:N:76:ILE:CG2 6:N:95:VAL:HG13 2.39 0.53
7:0:201:ILE:HG21 7:0:390:GLU:HG3 1.90 0.53
8:P:243:LYS:C 8:P:244:LYS:CG 2.77 0.53
1:A:363:GLN:HA 1:A:372:ILE:HA 1.90 0.53
2:B:91:GLY:HA2 9:B:601:ADP:PA 2.48 0.53
4:D:263:1LE:O 4:D:263:1ILE:HD13 2.09 0.53
4:D:524:1LE:HG23 7:G:52:LEU:HD22 1.91 0.53
5:E:58:ALA:HB3 5:E:127:SER:HB3 1.91 0.53
8:H:237:LYS:HB3 8:H:314:ASN:HB3 1.63 0.53
1:1:184:LEU:CD2 1:1:184:LEU:C 2.76 0.53
2:J:39:PRO:HD2 2:J:474:LEU:HD12 1.91 0.53
2:J:409:MET:HA 2:J:409:MET:CE 2.38 0.53
6:N:35: THR:HG21 6:N:42: THR:O 2.08 0.53
6:N:171: THR:N 6:N:172:PRO:CD 2.71 0.53
6:N:324:ASN:O 6:N:328:LEU:N 2.33 0.53
8:P:67:ASP:HB3 &:P:70: THR:OG1 2.08 0.53
2:B:289:LEU:HD12 2:B:289:LEU:O 2.08 0.53
3:C:269:TRP:CZ3 6:F:247:VAL:HB 2.44 0.53
3:C:422:ALA:HA 3:C:475:HIS:CE1 2.44 0.53
4:D:491:ASN:HB2 4:D:494:GLU:OE1 2.09 0.53
6:F:167:THR:HB 6:F:169:VAL:H 1.66 0.53
6:F:171: THR:N 6:F:172:PRO:CD 2.71 0.53
6:F:195:GLU:CG 6:F:197:MET:SD 2.94 0.53
6:F:345:PRO:O 6:F:347:ILE:HG13 2.09 0.53
7:G:43: THR:HB 7:G:99: THR:CG2 2.40 0.53
1:1:541:ILE:HD13 5:M:73:1ILE:HG13 1.90 0.53
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1:1:544:MET:HG2 1:1:546: THR:HG23 1.90 0.53
2:J:164:LYS:O 2:J:165:ILE:C 2.48 0.53
5:M:61:ILE:O 5:M:61:ILE:HD13 2.08 0.53
6:N:276:LYS:O 6:N:279:ASP:N 2.42 0.53
6:N:345:PRO:O 6:N:347:1ILE:HG13 2.09 0.53
9:N:601:ADP:C8 9:N:601:ADP:02’ 2.62 0.53
1:A:544:-MET:HG2 | 1:A:546:THR:HG23 1.90 0.52
2:B:39:PRO:HD2 2:B:474:LEU:HD12 1.91 0.52
4:D:195:ARG:O 4:D:196:LEU:HD23 2.10 0.52
5:E:471:GLY:HA2 5:E:474:GLN:OE1 2.08 0.52
7:G:307:PHE:CD1 7:G:312:ILE:HG23 2.44 0.52
8:H:146:VAL:C 8:H:148:GLY:H 2.10 0.52
2:J:64:LEU:HD23 2:J:67:ILE:HD12 1.91 0.52
2:J:263:LYS:HZ1 3:K:266:GLU:HB3 1.66 0.52
5:M:310:ILE:HD11 | 5:M:331:ALA:HB1 1.91 0.52
7:0:225:SER:HB3 7:0:314:CYS:O 2.09 0.52
7:0:377:LEU:O 7:0:377:LEU:HD22 2.09 0.52
8:P:252:CYS:HB2 8:P:343:ARG:H 1.73 0.52
1:A:498:ARG:O 1:A:499:ASN:CB 2.57 0.52
2:B:102:LEU:HD21 2:B:124:TYR:HD?2 1.75 0.52
2:B:445:ALA:HB2 | 2:B:455:LEU:HD23 1.90 0.52
5:E:48:LYS:O 5:E:51:ILE:HG22 2.09 0.52
6:F:352:GLY:CA 6:F:369:GLU:C 2.48 0.52
7:G:241:1LE:HG12 7:G:292:ILE:HG23 1.89 0.52
8:H:243:LYS:C 8:H:244:LYS:CG 277 0.52
8:H:328:GLU:HG3 | 8:H:331:ARG:HH12 1.72 0.52
1:1:501:GLY:HA3 1:1:512:GLU:CG 2.39 0.52
2:J:106:ALA:HB1 2:J:509:LEU:HD11 1.91 0.52
4:1.:310:ILE:HG22 4:1.:312:VAL:HG23 1.92 0.52
5:M:100:ILE:O 5:M:103:LEU:HB2 2.08 0.52
6:N:45:MET:HA 6:N:55:LEU:HA 1.91 0.52
6:N:105:ALA:C 6:N:107:ARG:H 2.10 0.52
6:N:167:-THR:OG1 6:N:169:VAL:HB 2.09 0.52
6:N:231:ALA:O 6:N:351:SER:OG 2.22 0.52
8:P:423:ALA:HA 9:P:601:ADP:H2’ 1.90 0.52
2:B:88:VAL:HG13 2:B:393:GLN:NE2 2.21 0.52
5:E:74:LEU:HG 5:E:93:GLN:CB 2.39 0.52
5:E:84: THR:HG22 5:E:86:ASP:N 2.19 0.52
5:E:498:LEU:HD11 | 5:E:512:VAL:HG23 1.91 0.52
7:G:66:GLY:HA2 7:G:69:ILE:HG22 1.92 0.52
8:H:428:1LE:HD13 | &8:H:478:LEU:HD13 1.90 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:36: VAL:HG13 1:I:70:LEU:HD22 1.89 0.52
4:1.:241:ILE:HD13 4:1,:292:1LE:HG23 1.92 0.52
6:N:129:SER:HB2 6:N:426:LEU:HD23 1.91 0.52
7:0:420:VAL:CG2 7:0:446:LEU:HD13 2.38 0.52
1:A:458:ILE:N 1:A:458:ILE:HD12 2.24 0.52
2:B:407:ALA:O 2:B:411:MET:HG2 2.10 0.52
4:D:198:LYS:HD3 4:D:198:LYS:H 1.74 0.52
6:F:76:ILE:CG2 6:F:95:VAL:HG13 2.39 0.52
6:F:129:SER:HB2 6:F:426:LEU:HD23 1.91 0.52
6:F:406:LEU:HB3 6:F:407:LYS:NZ 2.24 0.52
2:J:102:LEU:O 2:J:105:GLU:HB2 2.10 0.52
2:J:514:ILE:HG22 2:J:515:ILE:N 2.24 0.52
3:K:320:VAL:CG1 3:K:324:ASP:HB3 2.40 0.52
4:1.:69:ALA:O 8:P:15:LYS:HE2 2.09 0.52
5:M:355:ALA:HB2 | 5:M:362:ILE:HD11 1.90 0.52
5:M:498:LEU:HD11 | 5:M:512:VAL:HG23 1.91 0.52
5:M:544:LEU:HD23 | 6:N:384:THR:CG2 2.40 0.52
6:N:171: THR:O 6:N:175:THR:0G1 2.24 0.52
8:P:463:LEU:HD11 9:P:601:ADP:HS 1.73 0.52
2:B:102:LEU:HD21 2:B:124:TYR:CD2 2.45 0.52
5:E:166:ASP:N 5:E:167:ASP:CB 2.66 0.52
5:E:186: THR:HG23 5:E:187:SER:N 2.24 0.52
6:F:143:LEU:HD11 6:F:145:ASN:CG 2.29 0.52
7:G:516:LEU:HD13 7:G:517:ILE:H 1.75 0.52
&:H:54:ILE:HG13 8:H:64:ILE:CG1 2.15 0.52
8:H:160:LEU:HA 8:H:163:ILE:HG22 1.92 0.52
2:J:102:LEU:HD21 2:J:124:TYR:CD2 2.45 0.52
2:J:245:1LE:O 2:J:246:PHE:CG 2.62 0.52
2:J:319:LEU:CD2 2:J:357:SER:0G 2.57 0.52
5:M:48:LYS:O 5:M:51:1LE:HG22 2.09 0.52
5:M:58:ALA:HB3 5:M:127:SER:HB3 1.91 0.52
7:0:91:ASP:O 7:0:95:GLY:CA 2.57 0.52
8:P:138: THR:HG21 8:P:452:PHE:CE1 2.45 0.52
8:P:160:LEU:HA 8:P:163:ILE:HG22 1.92 0.52
2:B:106:ALA:HB1 2:B:509:LEU:HD11 1.91 0.52
2:B:295:GLU:HB2 6:F:337:GLN:CD 2.29 0.52
3:C:320:VAL:CG1 3:C:324:ASP:HB3 2.40 0.52
3:C:341:GLU:OE1 &:H:281:GLU:OE1 2.28 0.52
3:C:413:SER:HB3 3:C:419: THR:HG21 1.91 0.52
5:E:37:ASN:HD22 6:N:114:HIS:CD2 2.27 0.52
4:1:85:GLN:NE2 4:1:507:ALA:HB2 2.25 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
4:1.:195:ARG:O 4:1.:196:LEU:HD23 2.10 0.52
4:L:263:1LE:O 4:1:263:ILE:HD13 2.09 0.52
6:N:436:ALA:HA 6:N:437:LYS:HE2 1.92 0.52
2:B:30:GLY:CA 2:B:33:VAL:CG2 2.86 0.52
2:B:153:LEU:HB3 2:B:178: THR:HG22 1.92 0.52
2:B:245:1LE:O 2:B:246:PHE:CB 2.56 0.52
3:C:320:VAL:O 3:C:321:LYS:0O 2.28 0.52
4:D:94: THR:O 4:D:98:ILE:HG12 2.10 0.52
4:D:135:LEU:HD11 | 4:D:411:1LE:HD11 1.92 0.52
4:D:219:ALA:HB1 4:D:221:LYS:HZ3 1.74 0.52
4:D:292:ILE:HG13 4:D:293:LEU:CA 2.40 0.52
7:G:91:ASP:O 7:G:95:GLY:CA 2.57 0.52
7:G:243:SER:HB2 7:G:334:1ILE:HD13 1.92 0.52
8:H:229:ASN:HA 8:H:368:VAL:HG22 1.91 0.52
1:1:226:CYS:SG 1:1:318:VAL:HG12 2.50 0.52
2:J:102:LEU:HD21 2:J:124:TYR:HD2 1.74 0.52
2:J:159: THR:HG21 2:J:488:VAL:N 2.25 0.52
2:J:376: THR:HA 2:J:379:GLU:HB2 1.91 0.52
3:K:60:ASP:OD1 3:K:93: THR:HG21 2.10 0.52
7:0:307:PHE:CD1 7:0:312:1LE:HG23 2.44 0.52
1:A:147:SER:OG 1:A:418:VAL:HB 2.10 0.52
1:A:344:LEU:CD1 1:A:345:GLU:H 2.23 0.52
2:B:64:LEU:HD23 2:B:67:ILE:HD12 1.91 0.52
2:B:68:PRO:HG2 6:F:536:ALA:HB2 1.92 0.52
2:B:245:1LE:O 2:B:246:PHE:CG 2.62 0.52
4:D:85:GLN:NE2 4:D:507:ALA:HB2 2.25 0.52
4:D:178:VAL:CG1 4:D:401:1ILE:HD11 2.40 0.52
6:F:16:ASP:CA 6:F:19:LEU:HD12 2.28 0.52
6:F:420:1LE:CB 6:F:482:ASP:OD1 2.58 0.52
6:F:515:ASN:ND2 6:F:516:ALA:N 2.58 0.52
7:G:156:GLU:OE1 7:G:157:LEU:HB2 2.10 0.52
7:G:303:ALA:O 7:G:307:PHE:HD2 1.93 0.52
8:H:138:THR:HG21 | &8:H:452:PHE:CE1 2.45 0.52
2:J:231:1LE:HD13 2:J:282:ASN:HB2 1.92 0.52
2:J:256:ALA:HB1 3:K:266:GLU:OE2 2.10 0.52
2:J:407:ALA:O 2:J:411:MET:HG2 2.10 0.52
4:1.:449:VAL:O 4:1.:453: THR:HG23 2.10 0.52
5:M:74:LEU:HG 5:M:93:GLN:CB 2.39 0.52
5:M:88:ALA:HB1 5:M:109:LYS:HZ2 1.72 0.52
6:N:420:1LE:CB 6:N:482:ASP:0OD1 2.58 0.52
1:A:501:GLY:HA3 1:A:512:GLU:CG 2.39 0.52
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2:B:102:LEU:O 2:B:105:GLU:HB2 2.10 0.52
2:B:514:ILE:HG22 2:B:515:1LE:N 2.24 0.52
3:C:165:ILE:HA 3:C:168:SER:HB3 1.91 0.52
4:D:241:1LE:HD13 4:D:292:ILE:HG23 1.91 0.52
5:E:450:MET:HE3 5:E:454:VAL:HG23 1.92 0.52
6:F:57:-LYS:NZ 6:F:57:-LYS:O 2.40 0.52
6:F:137:LYS:O 6:F:138:ILE:HB 2.10 0.52
6:F:353:LEU:O 6:F:367:VAL:HG12 2.09 0.52
7:G:424:LEU:O 7:G:427:TYR:N 2.43 0.52
2:J:141:ASP:CG 2:J:142:ASN:H 2.13 0.52
2:J:371:GLY:O 2:J:372:ALA:C 2.49 0.52
4:L:20:VAL:HG13 4:1:524:1LE:HD12 1.92 0.52
4:1,:292:1LE:HG13 4:1.:293:LEU:CA 2.40 0.52
4:1.:521:1ILE:CD1 7:0:62:ILE:HD12 2.36 0.52
6:N:36:ASN:HA 6:N:57:LYS:CD 2.38 0.52
6:N:143:LEU:CD1 6:N:145:ASN:OD1 2.58 0.52
6:N:193:-MET:HE2 | 6:N:330:LEU:HD11 1.92 0.52
6:N:342:ASP:O 6:N:345:PRO:HD3 2.10 0.52
6:N:367:VAL:HG12 6:N:369:GLU:O 2.10 0.52
6:N:488:TYR:O 6:N:489:VAL:HB 2.10 0.52
7:0:243:SER:HB2 7:0:334:1LE:HD13 1.92 0.52
7:0:303:ALA:O 7:0:307:PHE:HD2 1.92 0.52
1:A:345:GLU:CD 1:A:346:GLY:HA2 2.30 0.52
2:B:159: THR:HG21 2:B:488:VAL:N 2.25 0.52
4:D:419:ILE:O 4:D:423:ARG:HG3 2.09 0.52
5:E:93:GLN:NE2 5:E:93:GLN:HA 2.23 0.52
6:F:143:LEU:HD13 6:F:145:ASN:CB 2.40 0.52
8:H:67:ASP:HB3 8:H:70: THR:OG1 2.08 0.52
8:H:243:LYS:HB3 8:H:244:1LYS:CE 2.40 0.52
1:1:345:GLU:CD 1:1:346:GLY:HA2 2.30 0.52
2:J:198:ILE:O 2:J:377:LEU:CD2 2.55 0.52
4:1:94:THR:O 4:L:98:ILE:HG12 2.10 0.52
4:1.:419:ILE:O 4:1.:423:ARG:HG3 2.10 0.52
5:M:450:MET:HE3 | 5:M:454:VAL:HG23 1.92 0.52
6:N:416:GLY:HA2 6:N:419:TYR:CD2 2.44 0.52
7:0:516:LEU:HD13 7:0:517:1ILE:H 1.75 0.52
1:A:549:PRO:HA 5:E:77:PRO:O 2.10 0.51
3:C:104:LEU:CD1 3:C:520:LEU:HD12 2.39 0.51
3:C:491:ILE:HD13 3:C:491:ILE:H 1.75 0.51
4:D:310:ILE:HG22 | 4:D:312:VAL:HG23 1.91 0.51
5:E:509:ASN:O 5:E:521:ASP:HA 2.09 0.51
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6:F:92: THR:OG1 9:F:601:ADP:02B 2.28 0.51
6:F:143:LEU:CD1 6:F:145:ASN:OD1 2.58 0.51
6:F:167:THR:OG1 6:F:169:VAL:HB 2.09 0.51
6:F:276:LYS:O 6:F:279:ASP:N 2.43 0.51
6:F:488:TYR:O 6:F:489:VAL:HG12 2.10 0.51
7:G:377:LEU:O 7:G:377:LEU:HD22 2.09 0.51
2:J:45:LEU:HB2 6:N:533:LEU:HB2 1.92 0.51
2:J:250:PHE:CA 6:N:250:GLY:O 2.56 0.51
4:1.:226:PRO:CB 4:1.:311:MET:HG2 2.40 0.51
6:N:201:HIS:HB3 6:N:381:LYS:HZ3 1.74 0.51
6:N:406:LEU:HD22 6:N:407:LYS:HZ1 1.75 0.51
8:P:463:LEU:CD1 9:P:601:ADP:HS 2.23 0.51
2:B:43:ASP:0OD1 6:F:529:LEU:HD22 2.11 0.51
2:B:141:ASP:CG 2:B:142:ASN:H 2.13 0.51
2:B:319:LEU:HD11 2:B:355:LYS:O 2.10 0.51
4:D:226:PRO:CB 4:D:311:MET:HG2 2.40 0.51
5:E:197:HIS:O 5:E:200:PHE:N 2.44 0.51
5:E:310:ILE:HD11 5:E:331:ALA:HB1 1.91 0.51
5:E:431:ARG:O 5:E:434:VAL:HG12 2.10 0.51
6:F:356:GLN:CB 6:F:365: THR:HG22 2.40 0.51
6:F:485:GLU:O 6:F:486: THR:C 2.48 0.51
6:F:488:TYR:O 6:F:489:VAL:HB 2.10 0.51
2:J:153:LEU:HB3 2:J:178: THR:HG22 1.92 0.51
7:0:225:SER:O 7:0:226:TYR:HB3 2.10 0.51
7:0:242:LEU:HB2 7:0:293:VAL:HG12 1.93 0.51
3:C:38:CYS:HA 3:C:44:MET:H 1.75 0.51
4:D:192:ASN:HB2 | 7:G:361:ARG:HH21 1.76 0.51
5:E:197:HIS:O 5:E:198:ASP:C 2.49 0.51
6:F:39:PRO:HA 6:F:160: THR:CB 2.40 0.51
6:F:342:ASP:O 6:F:345:PRO:HD3 2.10 0.51
3:K:49:LEU:HD21 3:K:55:LEU:HD23 1.92 0.51
3:K:250:LEU:N 3:K:250:LEU:HD23 2.26 0.51
4:1:147:ARG:HG2 4:1.:148:GLU:H 1.74 0.51
5:M:431:ARG:O 5:M:434:VAL:HG12 2.10 0.51
6:N:92: THR:HG23 10:N:602:BEF:F3 2.00 0.51
6:N:138:ILE:O 6:N:138:ILE:CG2 2.58 0.51
6:N:356:GLN:CB 6:N:365: THR:HG22 2.40 0.51
7:0:413:GLY:CA 7:0:491:ASN:HD21 2.22 0.51
8:P:304:GLY:N 8:P:323:VAL:HG11 2.26 0.51
2:B:164:LYS:O 2:B:165:1LE:C 2.48 0.51
2:B:242:LYS:HE2 2:B:247:GLY:H 1.69 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:8:ASN:C 4:D:10: THR:H 2.14 0.51
5:E:76:SER:HB2 5:E:79:GLY:H 1.75 0.51
6:F:129:SER:O 6:F:422:LEU:HD23 2.10 0.51
7:G:418:MET:HE3 7:G:447:GLU:HG2 1.93 0.51
8:H:163:ILE:CG2 8:H:179:SER:HB2 2.40 0.51
2:J:88:VAL:HG13 2:J:393:GLN:NE2 2.21 0.51
3:K:165:1LE:HA 3:K:168:SER:HB3 1.91 0.51
5:M:76:SER:HB2 5:M:79:GLY:H 1.75 0.51
5:M:186: THR:HG23 5:M:187:SER:N 2.24 0.51
5:M:197:HIS:O 5:M:198:ASP:C 2.49 0.51
6:N:488:TYR:O 6:N:489:VAL:HG12 2.10 0.51
1:A:12:THR:HB 5:E:96:LEU:HA 1.91 0.51
4:D:147:ARG:HG2 4:D:148:GLU:H 1.74 0.51
4:D:390:THR:O 4:D:394:LEU:HD23 2.10 0.51
5:E:341:PRO:O 5:E:343:VAL:HG23 2.11 0.51
6:F:92: THR:OG1 9:F:601:ADP:O3B 2.28 0.51
6:F:143:LEU:HD13 6:F:145:ASN:OD1 2.10 0.51
7:G:242:LEU:HB2 7:G:293:VAL:HG12 1.92 0.51
8:H:452:PHE:CE1 8:H:456:PHE:HE2 2.28 0.51
2:J:93: THR:HG21 9:J:601:ADP:O3B 2.10 0.51
2:J:319:LEU:HD11 2:J:355:LYS:O 2.10 0.51
5:M:166:ASP:N 5:M:167:ASP:CB 2.66 0.51
5:M:197:HIS:O 5:M:200:PHE:N 2.44 0.51
6:N:424:ARG:HD3 6:N:483:SER:OG 2.11 0.51
8:P:31:SER:O 8:P:35:ILE:HG12 2.11 0.51
1:A:258:MET:HA 1:A:258:MET:HE3 1.93 0.51
2:B:402:LEU:CD1 2:B:483:ARG:HE 2.24 0.51
3:C:153:LYS:HD3 3:C:500: TRP:CD1 2.46 0.51
4:D:298:ASN:CB 4:D:299:ASP:HA 2.37 0.51
6:F:114:HIS:HA 5:M:37:ASN:HB2 1.92 0.51
6:F:354:VAL:HA 6:F:367:VAL:HA 1.93 0.51
7:G:126:MET:HA 7:G:126:MET:CE 2.40 0.51
7:G:126:MET:HA 7:G:126:MET:HE2 1.92 0.51
7:G:225:SER:O 7:G:226:TYR:HB3 2.10 0.51
1:1:350:PHE:CD2 1:1:351:GLU:N 2.72 0.51
2:J:46:LEU:HD11 2:J:63:ILE:HA 1.93 0.51
3:K:47:MET:HE2 3:K:49:LEU:HD21 1.93 0.51
3:K:104:LEU:CD1 3:K:520:LEU:HD12 2.39 0.51
3:K:320:VAL:O 3:K:321:LYS:O 2.28 0.51
5:M:509:ASN:O 5:M:521:ASP:HA 2.09 0.51
6:N:56: THR:OG1 6:N:61:VAL:HG11 2.10 0.51
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6:N:143:LEU:HD13 6:N:145:ASN:CB 2.40 0.51
6:N:209:PHE:HB2 6:N:378:1LE:CB 2.40 0.51
&:P:15:LYS:HE3 8:P:16:GLN:N 2.26 0.51
8:P:163:ILE:CG2 8:P:179:SER:HB2 2.40 0.51
8:P:243:LYS:HB3 8:P:244:LYS:CE 2.41 0.51
1:A:226:CYS:SG 1:A:318:VAL:HG12 2.50 0.51
2:B:371:GLY:O 2:B:372:ALA:C 2.49 0.51
2:B:442: THR:HG23 2:B:452:SER:CB 2.34 0.51
4:D:449:VAL:O 4:D:453:THR:HG23 2.10 0.51
5:E:55:ARG:NH2 5:E:134:LEU:HD13 2.26 0.51
5:E:227:GLN:O 5:E:407.:PHE:HA 2.09 0.51
7:G:292:1ILE:HA 7:G:313:PHE:O 2.10 0.51
3:K:38:CYS:HA 3:K:44:-MET:H 1.75 0.51
5:M:506:LYS:C 5:M:507:ILE:HD12 2.31 0.51
6:N:151:LEU:CD2 | 6:N:175:THR:HG23 2.41 0.51
6:N:167:THR:HG22 | 6:N:168:GLU:HB3 1.93 0.51
7:0:126:MET:HA 7:0:126:MET:CE 2.40 0.51
7:0:156:GLU:OE1 7:0:157:LEU:HB2 2.10 0.51
7:0:459:PHE:HB3 7:0:460:ASP:HB3 1.93 0.51
8:P:250:PHE:CE2 8:P:299:ILE:HD12 2.45 0.51
2:B:375:GLN:HE22 6:F:75:LEU:HB2 1.75 0.51
3:C:60:ASP:0OD1 3:C:93:THR:HG21 2.10 0.51
3:C:109:PRO:O 3:C:113:GLU:HG2 2.11 0.51
3:C:335:THR:CB 8:H:237:LYS:HE2 2.30 0.51
4:D:221:LYS:HE2 4:D:225:GLY:CA 2.41 0.51
6:F:167:THR:HG22 | 6:F:168:GLU:HB3 1.93 0.51
6:F:436:ALA:HA 6:F:437:LYS:HE2 1.92 0.51
1:1:147:SER:OG 1:1:418:VAL:HB 2.10 0.51
3:K:266:GLU:CD 3:K:266:GLU:N 2.64 0.51
3:K:491:1ILE:HD13 3:K:491:1LE:H 1.75 0.51
6:N:39:PRO:HA 6:N:160: THR:CB 2.41 0.51
6:N:143:LEU:HD13 | 6:N:145:ASN:OD1 2.10 0.51
6:N:230:ASN:H 6:N:353:LEU:HD23 1.76 0.51
6:N:354:VAL:HA 6:N:367:VAL:HA 1.93 0.51
6:N:437:-LYS:HE2 6:N:437:LYS:CA 2.33 0.51
6:N:515:ASN:ND2 6:N:516:ALA:N 2.58 0.51
5:E:483:LEU:HD11 9:E:601:ADP:H1’ 1.92 0.51
6:F:367:VAL:HG12 6:F:369:GLU:O 2.10 0.51
8:H:304:GLY:N 8:H:323:VAL:HG11 2.26 0.51
1:1:104:ILE:HG12 1:1:458:ILE:HD11 1.93 0.51
1:1:221:GLY:HA3 1:1:374:1LE:O 2.11 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:225:ASN:C 1:1:225:ASN:HD22 2.13 0.51
2:J:422:ILE:HG22 2:J:424:GLY:H 1.75 0.51
3:K:109:PRO:O 3:K:113:GLU:HG2 2.11 0.51
3:K:153:LYS:HD3 3:K:500: TRP:CD1 2.46 0.51
4:1L:8:ASN:C 4:L:10:THR:H 2.14 0.51
5:M:45:GLU:C 5:M:47:LYS:H 2.14 0.51
6:N:16:ASP:CA 6:N:19:LEU:HD12 2.28 0.51
6:N:129:SER:O 6:N:422:LEU:HD23 2.10 0.51
6:N:484:ASP:N 6:N:484:ASP:OD1 2.44 0.51
8:P:29:ILE:O 8:P:32:ILE:HG22 2.11 0.51
1:A:159:ILE:HD12 | 1:A:412:THR:HG21 1.93 0.51
1:A:351:GLU:O 1:A:353:SER:N 2.44 0.51
3:C:269: TRP:HZ3 6:F:247:VAL:HB 1.76 0.51
6:F:151:LEU:.CD2 6:F:175: THR:HG23 2.41 0.51
6:F:230:ASN:H 6:F:353:LEU:HD23 1.76 0.51
4:1.:390: THR:O 4:1.:394:LEU:HD23 2.10 0.51
4:1.:450:1ILE:HB 4:1:451:PRO:HD3 1.93 0.51
5:M:90:ILE:O 5:M:94:MET:HG2 2.11 0.51
5:M:513:ASP:OD2 | 5:M:525:LEU:HD13 2.11 0.51
7:0:62:ILE:O 7:0:63:SER:HB3 2.11 0.51
7:0:292:1LE:HA 7:0:313:PHE:O 2.10 0.51
2:B:46:LEU:HD11 2:B:63:1ILE:HA 1.93 0.50
3:C:242:ARG:CB 3:C:292:PRO:HA 2.42 0.50
3:C:266:GLU:CD 3:C:266:GLU:N 2.64 0.50
6:F:56: THR:OG1 6:F:61:VAL:HG11 2.10 0.50
6:F:90:GLY:O 6:F:94:VAL:CG2 2.34 0.50
6:F:424:ARG:HD3 6:F:483:SER:OG 2.11 0.50
6:F:433:LYS:O 6:F:436:ALA:O 2.30 0.50
2:J:46:LEU:HD11 2:J:63:ILE:HD12 1.93 0.50
2:J:242:LYS:HE3 2:J:247:GLY:N 2.25 0.50
2:J:271:ASN:ND2 2:J:328: THR:OG1 2.44 0.50
4:1:135:LEU:HD11 4:1:411:ILE:HD11 1.92 0.50
4:1:198:LYS:HD3 4:1:198:LYS:H 1.74 0.50
4:1.:229:LYS:CB 4:1.:232:ALA:HB2 2.42 0.50
6:N:433:LYS:O 6:N:436:ALA:O 2.30 0.50
7:0:66:GLY:HA2 7:0:69:ILE:HG22 1.92 0.50
7:0:115:PHE:CD1 7:0:437:MET:HB3 2.46 0.50
8:P:452:PHE:CE1 8:P:456:PHE:HE2 2.28 0.50
1:A:225:ASN:C 1:A:225:ASN:HD22 2.14 0.50
4:D:20:VAL:HG13 4:D:524:1LE:HD12 1.92 0.50
4:D:30:SER:O 4:D:33:ASP:HB2 2.11 0.50
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Atom-1 Atom-2 distance (A) overlap (A)

5:E:513:ASP:0OD2 5:E:525:LEU:HD13 2.11 0.50
6:F:484:ASP:N 6:F:484:ASP:OD1 2.44 0.50
8:H:226:MET:HA 8:H:383: THR:0G1 2.11 0.50
1:1:351:GLU:O 1:1:353:SER:N 2.44 0.50
2:J:3:VAL:HB 2:J:4:GLN:OE1 2.12 0.50
3:K:242:ARG:CB 3:K:292:PRO:HA 2.42 0.50
5:M:341:PRO:O 5:M:343:VAL:HG23 2.11 0.50
6:N:137:LYS:O 6:N:138:ILE:HB 2.10 0.50
6:N:353:LEU:O 6:N:367:VAL:HG12 2.09 0.50
6:N:485:GLU:O 6:N:486: THR:C 2.48 0.50
2:B:34:LYS:O 2:B:37:LEU:HG 2.12 0.50
2:B:490:SER:HB2 2:B:492:LYS:NZ 2.26 0.50
4:D:115:1LE:HG21 4:D:439:1ILE:HG13 1.94 0.50
4:1.:386:ILE:C 4:1.:388:ASP:H 2.15 0.50
4:1.:418:GLU:HG3 4:1.:447:LEU:O 2.11 0.50
5:M:88:ALA:CB 5:M:119: THR:HB 2.29 0.50
5:M:556:1LE:HG23 6:N:47:VAL:HB 1.93 0.50
6:N:440: THR:O 6:N:444:1LE:HG12 2.12 0.50
7:0:346:LEU:HD23 7:0:346:LEU:H 1.76 0.50
8:P:31:SER:CB 8:P:79:HIS:HE1 2.24 0.50
8:P:287:MET:O 8:P:291:ILE:HG12 2.12 0.50
1:A:221:GLY:HA3 1:A:374:ILE:O 2.11 0.50
2:B:3:VAL:HB 2:B:4:GLN:OE1 2.12 0.50
2:B:367:ILE:HG23 2:B:367:ILE:O 2.11 0.50
5:E:273: THR:O 5:E:274:CYS:CB 2.59 0.50
6:F:541:LEU:HB3 6:F:543:GLU:N 2.26 0.50
8:H:49:CYS:0O 8:H:466: THR:CB 2.57 0.50
1:1:379:LYS:HD2 1:1:379:LYS:N 2.26 0.50
3:K:170:LYS:C 3:K:170:LYS:HD3 2.32 0.50
3:K:465:1LE:N 3:K:465:1ILE:HD12 2.26 0.50
3:K:475:HIS:O 3:K:478:GLY:O 2.28 0.50
4:1:198:LYS:HD3 4:1:198:LYS:N 2.27 0.50
5:M:131:ASP:O 5:M:134:LEU:HB3 2.12 0.50
5:M:364:PRO:O 5:M:365:ARG:CB 2.59 0.50
6:N:538:ARG:CG 6:N:538:ARG:NH1 2.72 0.50
7:0:171:ILE:O 7:0:171:1ILE:HG22 2.12 0.50
1:A:147:SER:HB3 1:A:418:VAL:O 2.11 0.50
1:A:161:LYS:HA 1:A:164:MET:HG2 1.93 0.50
1:A:379:LYS:HD2 1:A:379:LYS:N 2.26 0.50
2:B:292:ASP:HA 2:B:295:GLU:CD 2.32 0.50
3:C:475:HIS:O 3:C:478:GLY:O 2.28 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:450:1ILE:HB 4:D:451:PRO:HD3 1.93 0.50
5:E:171:SER:HA 5:F:438:ARG:HA 1.93 0.50
5:E:210:ASN:HD22 5:E:210:ASN:N 2.08 0.50
5:E:364:PRO:O 5:E:365:ARG:CB 2.59 0.50
5:E:506:LYS:C 5:E:507:ILE:HD12 2.31 0.50
6:F:440:THR:O 6:F:444:1LE:HG12 2.12 0.50
1:1:147:SER:HB3 1:1:418:VAL:O 2.11 0.50
1:1:159:ILE:HD12 1:I:412: THR:HG21 1.93 0.50
4:1.:430:ARG:O 4:1.:431:SER:C 2.50 0.50
5:M:55:ARG:NH2 5:M:134:LEU:HD13 2.26 0.50
6:N:124:1LE:HB 6:N:444:1ILE:HD12 1.94 0.50
6:N:167:-THR:HA 6:N:168:GLU:CB 2.40 0.50
6:N:489:VAL:O 6:N:489:VAL:HG13 2.11 0.50
2:B:3:VAL:C 2:B:5:ILE:HG12 2.32 0.50
2:B:46:LEU:HD11 2:B:63:ILE:HD12 1.93 0.50
2:B:271:ASN:ND2 2:B:328: THR:OG1 2.44 0.50
3:C:250:LEU:N 3:C:250:LEU:HD23 2.26 0.50
3:C:465:1LE:N 3:C:465:1LE:HD12 2.26 0.50
6:F:209:PHE:HB2 6:F:378:.ILE:CB 2.40 0.50
7:G:455:GLU:CG 7:G:461:ALA:HB3 2.42 0.50
7:G:459:PHE:HB3 7:G:460:ASP:HB3 1.93 0.50
1:1:129:PHE:HB3 1:1:532: LEU:HD21 1.93 0.50
2:J:422:1LE:O 2:J:423:ASP:0OD2 2.30 0.50
2:J:464: TYR:HA 2:J:467:1ILE:CD1 2.42 0.50
4:1L:178:VAL:CG1 4:1:401:ILE:HD11 2.40 0.50
6:N:436:ALA:HA 6:N:437:LYS:CE 2.42 0.50
2:B:422:1ILE:O 2:B:423:ASP:0D2 2.30 0.50
2:B:507:VAL:HG13 3:C:57:LEU:HD12 1.94 0.50
3:C:49:LEU:HD21 3:C:55:LEU:HD23 1.93 0.50
4:D:60:ASP:HB3 4:D:63: THR:OG1 2.12 0.50
5:E:90:ILE:O 5:E:94:MET:HG2 2.11 0.50
6:F:167:-THR:HA 6:F:168:GLU:CB 2.40 0.50
6:F:387:ALA:O 6:F:391: THR:HG23 2.12 0.50
6:F:411:ILE:CG2 6:F:412:ILE:H 2.16 0.50
7:G:191:ARG:NH1 7:G:192:ASN:HB2 2.27 0.50
8:H:31:SER:CB &:H:79:HIS:HE1 2.25 0.50
8:H:31:SER:O 8:H:35:ILE:HG12 2.11 0.50
8:H:79:HIS:ND1 8:H:81:ALA:HB3 2.27 0.50
1:1:344:LEU:CD1 1:1:345:GLU:H 2.23 0.50
5:M:535:LYS:O 5:M:539:LEU:HG 2.11 0.50
6:N:193:MET:HB3 | 6:N:330:LEU:HD12 1.94 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
6:N:409:LYS:HD3 6:N:409:LYS:N 2.16 0.50
6:N:430:ASN:O 6:N:433:LYS:CA 2.60 0.50
1:A:104:1ILE:HG12 1:A:458:ILE:HD11 1.93 0.50
2:B:131:ALA:HB2 2:B:415:VAL:CG2 2.42 0.50
2:B:231:ILE:HD13 2:B:282:ASN:HB2 1.92 0.50
2:B:423:ASP:O 2:B:423:ASP:0OD1 2.30 0.50
3:C:170:LYS:C 3:C:170:LYS:HD3 2.32 0.50
6:F:436:ALA:HA 6:F:437:LYS:CE 2.42 0.50
6:F:489:VAL:O 6:F:489:VAL:HG13 2.11 0.50
7:G:75:VAL:O 7:G:81:LYS:HE3 2.12 0.50
7:G:115:PHE:CD1 7:G:437:MET:HB3 2.46 0.50
7:G:193:ASP:O 7:G:193:ASP:0OD1 2.30 0.50
8:H:29:ILE:O 8:H:32:ILE:HG22 2.11 0.50
8:H:259:THR:HG21 | 8:H:263:GLY:HA3 1.94 0.50
2:J:490:SER:HB2 2:J:492:LYS:NZ 2.26 0.50
4:1.:30:SER:O 4:1.:33:ASP:HB2 2.11 0.50
4:1:115:ILE:HG21 4:1.:439:ILE:HG13 1.94 0.50
6:N:387:ALA:O 6:N:391: THR:HG23 2.12 0.50
7:0:23:LYS:HA 7:0:26:ILE:HG22 1.93 0.50
7:0:193:ASP:O 7:0:193:ASP:0OD1 2.30 0.50
2:B:236: THR:HA 2:B:287:ARG:HD2 1.94 0.50
2:B:464: TYR:HA 2:B:467:ILE:CD1 2.42 0.50
4:D:229:LYS:CB 4:D:232:ALA:HB2 2.42 0.50
4:D:418:GLU:HG3 4:D:447:LEU:O 2.11 0.50
4:D:430:ARG:O 4:D:431:SER:C 2.50 0.50
5:E:45:GLU:C 5:E:47:-LYS:H 2.14 0.50
7:G:23:LYS:HA 7:G:26:ILE:HG22 1.93 0.50
7:G:483:PHE:CB 9:G:601:ADP:N6 2.74 0.50
Q:H:15:LYS:HE3 8:H:16:GLN:N 2.26 0.50
1:1:92:ARG:HB3 5:M:388: THR:HA 1.93 0.50
2:J:235:ASN:ND2 3:K:304:LEU:HD21 2.27 0.50
3:K:29:LYS:0O 3:K:33:ASP:HB2 2.12 0.50
4:1.:195:ARG:O 4:1L:376:SER:HA 2.12 0.50
5:M:264:SER:O 5:M:266:GLY:O 2.30 0.50
5:M:509:ASN:HB3 5:M:521:ASP:CB 2.36 0.50
6:N:195:GLU:OE1 6:N:197:-MET:HE2 2.11 0.50
6:N:232:TYR:HA 6:N:351:SER:OG 2.12 0.50
7:0:57:ASN:O 7:0:58:GLN:NE2 2.45 0.50
8:P:83:LYS:0O &:P:87:MET:HG2 2.12 0.50
2:B:164:LYS:O 2:B:167:SER:N 2.40 0.49
4:D:198:LYS:HD3 4:D:198:LYS:N 2.27 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
6:F:406:LEU:O 6:F:406:LEU:HD23 2.12 0.49
7:G:117:GLU:CD 7:G:117:GLU:H 2.15 0.49
1:I:77-HIS:CG 1:1:78:PRO:HD2 2.47 0.49
2:J:34:LYS:O 2:J:37:LEU:HG 2.12 0.49
2:J:195:ILE:HG21 2:J:381:GLU:HB2 1.93 0.49
2:J:242:LYS:HE2 2:J:247:GLY:N 2.26 0.49
4:1.:221:LYS:HE2 4:1.:225:GLY:CA 2.41 0.49
5:M:132:GLN:HE21 5:M:132:GLN:HA 1.77 0.49
7:0:36:VAL:HG22 7:0:83:LEU:HD13 1.93 0.49
7:0:75:VAL:O 7:0:81:LYS:HE3 2.12 0.49
7:0:214:PHE:CD1 7:0:376:LEU:HB3 2.46 0.49
8:P:226:MET:HA 8:P:383:THR:OG1 2.11 0.49
1:A:129:PHE:HB3 1:A:532:LEU:HD21 1.93 0.49
2:B:4:GLN:O 3:C:72:HIS:CB 2.60 0.49
2:B:60:GLY:H 2:B:93: THR:CG2 2.25 0.49
3:C:29:LYS:O 3:C:33:ASP:HB2 2.12 0.49
5:E:509:ASN:HB3 5:E:521:ASP:CB 2.36 0.49
6:F:2:SER:C 6:F:3:LEU:HD22 2.32 0.49
6:F:23:VAL:HG22 6:F:102:LEU:CD1 2.42 0.49
6:F:171:THR:O 6:F:175:THR:OG1 2.24 0.49
7:G:346:LEU:HD23 7:G:346:LEU:H 1.76 0.49
8:H:83:LYS:O 8:H:87:MET:HG2 2.12 0.49
5:M:325:TRP:CG 5:M:326:GLY:N 2.80 0.49
6:N:215:LEU:HB3 6:N:217:HIS:CD2 2.36 0.49
6:N:406:LEU:O 6:N:406:LEU:HD23 2.12 0.49
6:N:491:VAL:HG12 6:N:492:ASP:N 2.27 0.49
7:0:117.:GLU:CD 7:0:117:GLU:H 2.15 0.49
8:P:72:LEU:HA 8:P:75:LEU:HB2 1.94 0.49
R:P:259:THR:HG21 | 8:P:263:GLY:HA3 1.94 0.49
3:C:124:ALA:HB2 3:C:438:GLN:HE22 1.77 0.49
6:F:43:LEU:CD2 6:F:161:LYS:HA 2.40 0.49
6:F:193:-MET:HB3 6:F:330:LEU:HD12 1.94 0.49
6:F:213:LEU:HD23 6:F:377:THR:CG2 2.40 0.49
7:G:236:PHE:O 7:G:351:LEU:HA 2.12 0.49
8:H:249:VAL:HG13 8:H:300:VAL:O 2.13 0.49
8:H:287:MET:0O &:H:291:1LE:HG12 2.12 0.49
2:J:42:MET:HB3 6:N:531:ASP:HB2 1.95 0.49
2:J:131:ALA:HB2 2:J:415:VAL:CG2 2.42 0.49
2:J:236: THR:HA 2:J:287:ARG:HD2 1.94 0.49
3:K:124:ALA:HB2 | 3:K:438:GLN:HE22 1.77 0.49
5:M:364:PRO:HG3 6:N:307:ASP:CB 2.41 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
6:N:154:ALA:O 6:N:157:SER:CB 2.60 0.49
6:N:229:LYS:C 6:N:231:ALA:H 2.16 0.49
8:P:301:ALA:O 8:P:323:VAL:HA 2.11 0.49
1:A:8:SER:N 2:J:21:SER:OG 2.43 0.49
1:A:77:HIS:CG 1:A:78:PRO:HD2 2.47 0.49
2:B:160: THR:HG21 | 2:B:390:VAL:HG21 1.94 0.49
2:B:195:ILE:HG21 2:B:381:GLU:HB2 1.93 0.49
6:F:71:PRO:HG2 6:F:533:LEU:HD12 1.94 0.49
6:F:121:GLY:O 6:F:444:1LE:HD13 2.12 0.49
6:F:124:ILE:HB 6:F:444:1LE:HD12 1.94 0.49
7:G:214:PHE:CD1 7:G:376:LEU:HB3 2.46 0.49
8:H:301:ALA:O 8:H:323:VAL:HA 2.11 0.49
1:I:161:LYS:HA 1:1:164:MET:HG2 1.93 0.49
2:J:170:LYS:HB2 2:J:170:LYS:NZ 2.28 0.49
3:K:16: THR:HA 3:K:525:ASP:HB3 1.95 0.49
4:1.:246:PRO:HB2 4:1.:250:ASN:CG 2.33 0.49
5:M:273: THR:O 5:M:274:CYS:CB 2.59 0.49
7:0:304:THR:HA 7:0:307:PHE:CE2 2.46 0.49
7:0:470:LEU:O 7:0:473:SER:OG 2.29 0.49
8:P:249:VAL:HG13 8:P:300:VAL:O 2.12 0.49
2:B:242:LYS:HE3 2:B:247:GLY:N 2.25 0.49
2:B:274:ALA:HB1 2:B:329:PHE:HA 1.94 0.49
2:B:409:MET:HA 2:B:409:MET:HE1 1.93 0.49
3:C:103:ILE:HD12 | 3:C:445:VAL:HG22 1.95 0.49
5:E:84: THR:CG2 5:E:86:ASP:H 2.20 0.49
5:E:131:ASP:O 5:E:134:LEU:HB3 2.12 0.49
5:E:350:GLU:C 5:E:352:GLU:H 2.11 0.49
5:E:535:LYS:0O 5:E:539:LEU:HG 2.11 0.49
6:F:280:LEU:HD23 6:F:280:LEU:N 2.27 0.49
6:F:446:ALA:HA 6:F:449:GLU:HG3 1.95 0.49
7:G:36:VAL:HG22 7:G:83:LEU:HD13 1.93 0.49
2:J:423:ASP:0O 2:J:423:ASP:OD1 2.30 0.49
5:M:171:SER:HA 5:M:438:ARG:HA 1.93 0.49
6:N:446:ALA:HA 6:N:449:GLU:HG3 1.95 0.49
1:A:433:LEU:O 1:A:437:ALA:CB 2.61 0.49
5:E:132:GLN:HE21 5:E:132:GLN:HA 1.77 0.49
6:F:154:ALA:O 6:F:157:SER:CB 2.60 0.49
6:F:430:ASN:O 6:F:433:LYS:CA 2.60 0.49
7:G:317:ARG:O 7:G:317:ARG:CD 2.61 0.49
8:H:250:PHE:CE2 8:H:299:ILE:HD12 2.45 0.49
8:H:482:HIS:C 8:H:484:VAL:N 2.65 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:45:GLY:C 1:1:166:SER:HB2 2.33 0.49
1:1:433:LEU:O 1:1:437:ALA:CB 2.61 0.49
1:1:501:GLY:HA3 1:1:512:GLU:HG2 1.95 0.49
2:J:502:SER:HA 2:J:505:ALA:HB3 1.94 0.49
6:N:2:SER:C 6:N:3:LEU:HD22 2.32 0.49
6:N:458:LEU:HD12 6:N:458:.LEU:C 2.33 0.49
7:0:191:ARG:NH1 7:0:192:ASN:HB2 2.27 0.49
7:0:236:PHE:O 7:0:351:LEU:HA 2.12 0.49
8:P:79:HIS:ND1 8:P:81:ALA:HB3 2.27 0.49
1:A:96:ASP:0OD1 9:A:601:ADP:O1B 2.31 0.49
2:B:4:GLN:C 2:B:5:ILE:CG2 2.73 0.49
3:C:229:VAL:HG11 | 3:C:234:MET:HE2 1.95 0.49
3:C:430:LYS:0O 3:C:433:GLN:CG 2.57 0.49
5:E:264:SER:O 5:E:266:GLY:0 2.30 0.49
6:F:61:VAL:O 6:F:65:GLU:HB2 2.13 0.49
6:F:237:ASN:HA 6:F:297:ASN:OD1 2.13 0.49
8:H:29:ILE:HG22 8:H:30:LYS:N 2.28 0.49
2:J:5:ILE:HD12 2:J:7:GLY:H 1.78 0.49
2:J:72:PRO:HB3 3:K:47-MET:HE3 1.95 0.49
2:J:183:ARG:O 2:J:184:LEU:CB 2.60 0.49
6:N:23:VAL:HG22 6:N:102:LEU:CD1 2.42 0.49
8:P:463:LEU:HD11 9:P:601:ADP:C8 2.48 0.49
4:D:46:LYS:HG3 8:H:532:THR:CG2 2.40 0.49
5:E:148:ASN:HA 5:E:151:ASP:HB2 1.95 0.49
6:F:232: TYR:HA 6:F:351:SER:OG 2.12 0.49
7:G:516:LEU:HD22 7:G:517:ILE:CA 2.42 0.49
1:1:12:THR:CG2 5:M:97:ASP:H 2.18 0.49
2:J:3:VAL:C 2:J:5:1LE:HG12 2.32 0.49
2:J:292:ASP:HA 2:J:295:GLU:CD 2.32 0.49
3:K:103:ILE:HD12 | 3:K:445:VAL:HG22 1.95 0.49
7:0:455:GLU:CG 7:0:461:ALA:HB3 2.42 0.49
8:P:79:HIS:CE1 8:P:81:ALA:HB3 2.48 0.49
2:B:32:LEU:HG 6:F:532:GLU:CD 2.33 0.49
2:B:32:LEU:HD11 6:F:532:GLU:CD 2.33 0.49
2:B:183:ARG:O 2:B:184:LEU:CB 2.60 0.49
2:B:464: TYR:HA 2:B:467.ILE:HD11 1.94 0.49
4:D:195:ARG:O 4:D:376:SER:HA 2.12 0.49
5:E:157:ALA:HA 5:E:450:MET:HE1 1.95 0.49
5:E:558:GLY:HA2 6:F:48:ASP:HB2 1.94 0.49
6:F:117:ILE:HD12 5:M:34:ASP:C 2.33 0.49
6:F:138:1LE:O 6:F:138:ILE:CG2 2.58 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
6:F:199:MET:O 6:F:381:LYS:HE2 2.13 0.49
7:G:43: THR:HG21 7:G:64:ASN:O 2.13 0.49
7:G:44:LEU:C 7:G:46:PRO:HD2 2.33 0.49
7:G:57:ASN:O 7:G:58:GLN:NE2 2.45 0.49
7:G:143:LEU:HD22 | 7:G:411:ALA:HB2 1.94 0.49
8:H:163:ILE:HG23 8:H:179:SER:CB 2.42 0.49
8:H:356:GLU:HB2 8:H:374:GLU:HA 1.95 0.49
1:1:13:LEU:HD22 1:1:14:PHE:H 1.78 0.49
2:J:160: THR:HG21 | 2:J:390:VAL:HG21 1.94 0.49
2:J:427:SER:O 2:J:430:VAL:HB 2.12 0.49
4:L:77-MET:HE1 7:0:384:GLN:HB2 1.94 0.49
4:L:209:MET:HE3 | 4:L:375:VAL:HG11 1.95 0.49
6:N:355:TYR:O 6:N:366:TYR:O 2.31 0.49
6:N:405:VAL:HG22 6:N:509:SER:HB2 1.94 0.49
7:0:29:ASN:OD1 7:0:79:ALA:HB2 2.12 0.49
7:0:317:ARG:O 7:0:317:ARG:CD 2.61 0.49
1:A:116:VAL:HG12 1:A:120:ILE:HG22 1.95 0.49
2:B:170:LYS:HB2 2:B:170:LYS:NZ 2.28 0.49
2:B:233:ILE:O 2:B:325:VAL:N 2.46 0.49
2:B:382:ARG:HG3 | 2:B:382:ARG:HH11 1.78 0.49
3:C:409:SER:C 3:C:411:SER:H 2.17 0.49
4:D:135:LEU:CD1 4:D:411:1LE:HD11 2.43 0.49
6:F:16:ASP:OD1 6:F:16:ASP:N 2.36 0.49
7:G:127:LYS:HD3 7:G:127:LYS:C 2.34 0.49
7:G:413:GLY:CA 7:G:491:ASN:HD21 2.22 0.49
1:1:132:ALA:HB2 1:1:448:ILE:HD13 1.94 0.49
2:J:459:LEU:HD13 2:J:472:LEU.CD2 2.43 0.49
3:K:430:LYS:O 3:K:433:GLN:CG 2.57 0.49
5:M:148:ASN:HA 5:M:151:ASP:HB2 1.95 0.49
6:N:121:GLY:O 6:N:444:1LE:HD13 2.12 0.49
7:0:44:LEU:C 7:0:46:PRO:HD2 2.33 0.49
7:0:44:LEU:HB2 7:0:456:ASN:ND2 2.28 0.49
7:0:127:LYS:HD3 7:0:127:LYS:C 2.34 0.49
8:P:49:CYS:0O 8:P:466: THR:CB 2.57 0.49
1:A:14:PHE:CB 1:A:15:LEU:HA 2.43 0.48
1:A:121:HIS:CE1 5:E:68:ARG:HG3 2.48 0.48
1:A:132:ALA:HB2 1:A:448:1ILE:HD13 1.94 0.48
4:D:254:VAL:CG2 4:D:254:VAL:O 2.61 0.48
7:G:62:ILE:O 7:G:63:SER:HB3 2.11 0.48
1:I:164:MET:CE 1:1:169:ILE:HB 2.43 0.48
2:J:60:GLY:H 2:J:93: THR:CG2 2.25 0.48
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2:J:263:LYS:NZ 3:K:266:GLU:CG 2.76 0.48
2:J:464: TYR:HA 2:J:467:1LE:HD11 1.94 0.48
2:J:514:1ILE:HG22 2:J:515:1LE:H 1.78 0.48
3:K:41:PRO:CA 3:K:161:THR:HG21 2.43 0.48
4:1.:135:LEU:CD1 4:1:411:ILE:HD11 2.43 0.48
4:1.:204:ILE:O 4:1:207:-THR:HG23 2.13 0.48
4:1.:325:SER:O 4:1.:329:GLY:N 2.46 0.48
5:M:157:ALA:HA 5:M:450:MET:HE1 1.95 0.48
8:P:334:ARG:HD3 | 8:P:380:ARG:HH11 1.78 0.48
1:A:10:SER:O 1:A:11:ASP:O 2.31 0.48
1:A:45:GLY:C 1:A:166:SER:HB2 2.33 0.48
1:A:164:-MET:CE 1:A:169:ILE:HB 2.43 0.48
2:B:5:ILE:HD12 2:B:7:GLY:H 1.78 0.48
2:B:263:LYS:HZ1 3:C:266:GLU:HG2 1.78 0.48
2:B:514:ILE:HG22 2:B:515:1LE:H 1.78 0.48
3:C:16:THR:HA 3:C:525:ASP:HB3 1.95 0.48
3:C:414:PRO:O 3:C:419:- THR:HG23 2.14 0.48
5:E:189:GLY:O 5:E:190:SER:CB 2.61 0.48
5:E:547:MET:SD 6:F:387:ALA:HA 2.53 0.48
6:F:160:THR:N 6:F:164:ALA:CB 2.76 0.48
6:F:491:VAL:HG12 6:F:492:ASP:N 2.27 0.48
7:G:107:GLU:HG2 | 7:G:448:VAL:HG21 1.95 0.48
7:G:470:LEU:O 7:G:473:SER:OG 2.30 0.48
8:H:334:ARG:HD3 | 8:H:380:ARG:HH11 1.78 0.48
2:J:274:ALA:HB1 2:J:329:PHE:HA 1.94 0.48
2:J:382:ARG:HG3 2:J:382:ARG:HH11 1.78 0.48
2:J:463:ILE:CG2 2:J:464:TYR:N 2.76 0.48
5:M:193:VAL:O 5:M:193:VAL:HG12 2.14 0.48
7:0:145:VAL:O 7:0:408:LEU:CA 2.58 0.48
8:P:29:ILE:HG22 &:P:30:LYS:N 2.28 0.48
8:P:356:GLU:HB2 &:P:374:GLU:HA 1.95 0.48
1:A:13:LEU:HD22 1:A:14:PHE:H 1.78 0.48
2:B:57:THR:HG21 2:B:382:ARG:NH1 2.28 0.48
2:B:377:LEU:H 2:B:377:LEU:HD12 1.78 0.48
2:B:459:LEU:HD13 2:B:472:LEU:CD2 2.43 0.48
4:D:254:VAL:HG13 8:H:264: THR:O 2.14 0.48
6:F:229:LYS:C 6:F:231:ALA:H 2.16 0.48
6:F:275:LYS:O 6:F:276:LYS:C 2.52 0.48
7:G:29:ASN:OD1 7:G:79:ALA:HB2 2.12 0.48
7:G:44:LEU:HB2 7:G:456:ASN:ND2 2.28 0.48
8:H:72:LEU:HA 8:H:75:LEU:HB2 1.94 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:264:1LE:O 1:1:264:ILE:HD12 2.13 0.48
1:1:540:ARG:HA 5:M:70:LEU:HD22 1.95 0.48
3:K:9:ASN:HD22 3:K:10:ALA:N 2.11 0.48
3:K:409:SER:C 3:K:411:SER:H 2.17 0.48
4:L:60:ASP:HB3 4:L:63:THR:OG1 2.12 0.48
5:M:240:1ILE:HG12 | 5:M:244: ILE:HG21 1.94 0.48
6:N:160: THR:N 6:N:164:ALA:CB 2.76 0.48
6:N:199:MET:O 6:N:381:LYS:HE2 2.13 0.48
6:N:433:LYS:O 6:N:436:ALA:C 2.52 0.48
8:P:443:GLY:O 8:P:446:GLN:HG3 2.13 0.48
2:B:118:GLN:O 2:B:121:ILE:HG12 2.14 0.48
2:B:427:SER:O 2:B:430:VAL:HB 2.12 0.48
2:B:467:1ILE:HA 2:B:468:SER:HA 1.59 0.48
3:C:9:ASN:HD22 3:C:10:ALA:N 2.11 0.48
4:D:8:ASN:OD1 4:D:8:ASN:O 2.31 0.48
4:D:204:ILE:O 4:D:207:-THR:HG23 2.13 0.48
4:D:260:MET:O 4:D:263:ILE:HG22 2.13 0.48
4:D:386:ILE:C 4:D:388:ASP:H 2.15 0.48
6:F:405:VAL:HG22 6:F:509:SER:HB2 1.94 0.48
8:H:348: THR:O 8:H:352:LEU:HD23 2.13 0.48
2:J:442: THR:HG23 2:J:452:SER:CB 2.34 0.48
5:M:32:VAL:CG2 5:M:33:LYS:H 2.15 0.48
5:M:84:THR:CG2 5:M:86:ASP:H 2.20 0.48
6:N:83:GLN:CD 6:N:94:VAL:HG21 2.34 0.48
6:N:353:LEU:H 6:N:369:GLU:HB3 1.77 0.48
6:N:395:VAL:O 6:N:399:LEU:HB3 2.14 0.48
7:0:97:GLY:O 7:0:101:VAL:HG23 2.14 0.48
7:0:217:GLY:HA3 7:0:366:GLN:HA 1.95 0.48
8:P:248:ALA:HB2 R:P:352:LEU:HD13 1.95 0.48
2:B:502:SER:HA 2:B:505:ALA:HB3 1.94 0.48
3:C:9:ASN:ND2 3:C:10:ALA:H 2.11 0.48
6:F:105:ALA:C 6:F:107:ARG:N 2.67 0.48
6:F:355:TYR:O 6:F:366:TYR:O 2.31 0.48
7:G:214:PHE:O 7:G:214:PHE:CG 2.67 0.48
8:H:31:SER:HB2 8:H:79:HIS:HE1 1.78 0.48
8:H:85:LEU:HD13 &:H:107:ALA:HB1 1.95 0.48
1:1:10:SER:O 1:I:11:ASP:O 2.31 0.48
1:I1:12:THR:CB 5:M:96:LEU:HA 2.43 0.48
2:J:57:THR:HG21 2:J:382:ARG:NH1 2.28 0.48
2:J:250:PHE:HA 6:N:250:GLY:C 2.32 0.48
6:N:61:VAL:O 6:N:65:GLU:HB2 2.13 0.48
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7:0:516:LEU:HD22 7:0:517:1ILE:CA 2.42 0.48
8:P:27:GLN:O &:P:31:SER:N 2.33 0.48
8:P:237:LYS:HB2 8:P:314:ASN:CB 2.31 0.48
2:B:463:ILE:CG2 2:B:464: TYR:N 2.76 0.48
4:D:246:PRO:HB2 4:D:250:ASN:CG 2.33 0.48
4:D:265:LYS:HZ2 8:H:343:ARG:HD3 1.74 0.48
4:D:523:ASP:O 7:G:51:ILE:CG2 2.53 0.48
6:F:47:-VAL:HG12 6:F:48:ASP:N 2.28 0.48
7:G:171:ILE:O 7:G:171:ILE:HG22 2.12 0.48
4:1:81:VAL:HG21 4:1.:514:CYS:SG 2.54 0.48
4:1:291:SER:HA 4:1.:315:ASP:CA 2.44 0.48
6:N:486: THR:O 6:N:487:ARG:CB 2.62 0.48
7:0:108:LEU:O 7:0:108:LEU:HD23 2.13 0.48
1:A:494:ARG:CB 1:A:496:SER:H 2.21 0.48
4:D:448:GLU:C 4:D:451:PRO:HD2 2.34 0.48
5:E:215:ASP:O 5:E:216:ARG:CB 2.62 0.48
5:E:351:LEU:HD22 5:E:352:GLU:N 2.29 0.48
6:F:406:LEU:HD22 6:F:407:LYS:HZ1 1.78 0.48
6:F:486: THR:O 6:F:487:ARG:CB 2.62 0.48
8:H:65: THR:HG22 8:H:396:ASP:0OD1 2.14 0.48
8:H:443:GLY:O 8:H:446:GLN:HG3 2.13 0.48
2:J:59:ASP:HB3 2:J:62:THR:0G1 2.14 0.48
2:J:206:SER:HB2 2:J:368:VAL:HG22 1.94 0.48
2:J:314:VAL:HG11 3:K:232:PRO:HD3 1.95 0.48
2:J:438:ARG:O 2:J:441:PRO:HG2 2.14 0.48
4:L:72:HIS:CD2 &:P:15:LYS:NZ 2.82 0.48
4:L:367:ARG:C 4:1.:369:ASN:N 2.67 0.48
5:M:215:ASP:O 5:M:216:ARG:CB 2.62 0.48
6:N:237:ASN:HA 6:N:297:ASN:OD1 2.13 0.48
6:N:430:ASN:HA 6:N:433:LYS:HB2 1.96 0.48
7:0:500:ALA:O 7:0:504:1ILE:HG13 2.14 0.48
8:P:85:LEU:HD13 8:P:107:ALA:HB1 1.95 0.48
1:A:92:ARG:HG2 5:E:388:THR:CB 2.43 0.48
1:A:156:LEU:HD23 1:A:156:LEU:O 2.14 0.48
6:F:22:ASN:O 6:F:72: THR:HG21 2.14 0.48
6:F:433:LYS:O 6:F:436:ALA:C 2.52 0.48
7:G:97:GLY:O 7:G:101:VAL:HG23 2.14 0.48
8:H:310:LEU:HD13 | 8:H:314:ASN:OD1 2.14 0.48
5:M:250:SER:HB3 5:M:342:ALA:O 2.14 0.48
6:N:332:THR:HB 6:N:351:SER:HA 1.96 0.48
6:N:414:GLY:O 6:N:415:ALA:CB 2.62 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
6:N:429:ALA:O 6:N:433:LYS:HD3 2.14 0.48
6:N:485:GLU:CG 6:N:489:VAL:HB 2.44 0.48
7:0:107:GLU:HG2 | 7:0:448:VAL:HG21 1.95 0.48
8:P:48:PRO:HB3 8:P:172:TYR:CD1 2.49 0.48
2:B:263:LYS:NZ 3:C:266:GLU:CB 277 0.48
3:C:479:ASN:HB3 3:C:482:THR:OG1 2.14 0.48
4:D:44:-MET:HG3 8:H:531:ALA:CB 2.41 0.48
5:E:193:VAL:O 5:E:193:VAL:HG12 2.14 0.48
6:F:429:ALA:O 6:F:433:LYS:HD3 2.14 0.48
6:F:458:LEU:HD12 6:F:458:LEU:C 2.33 0.48
7:G:241:ILE:HG12 7:G:292:ILE:CG2 2.44 0.48
2:J:233:ILE:O 2:J:325:VAL:N 2.46 0.48
2:J:285:1LE:HD13 2:J:285:.1LE:H 1.78 0.48
2:J:377:LEU:H 2:J:377:LEU:HD12 1.78 0.48
3:K:268:ASP:0O 3:K:272:ILE:HG12 2.14 0.48
4:1.:91:ASP:OD1 10:L:602:BEF:F1 2.22 0.48
5:M:351:LEU:HD22 5:M:352:GLU:N 2.29 0.48
5:M:373:LYS:HE2 6:N:311:LYS:HZ3 1.79 0.48
5:M:401:THR.:C 5:M:402:LYS:CG 2.70 0.48
6:N:2:SER:HA 6:N:3:LEU:CB 2.35 0.48
7:0:43: THR:HB 7:0:99:THR:CG2 2.39 0.48
8:P:65: THR:HG22 8:P:396:ASP:0D1 2.14 0.48
1:A:94:ILE:HD12 1:A:94:ILE:N 2.29 0.48
1:A:264:ILE:O 1:A:264:ILE:HD12 2.14 0.48
1:A:501:GLY:HA3 1:A:512:GLU:HG2 1.95 0.48
3:C:268:ASP:O 3:C:272:ILE:HG12 2.14 0.48
3:C:471:LEU:HG 3:C:491:ILE:HG13 1.96 0.48
5:E:133:ALA:HB2 5:E:150:PHE:HE2 1.79 0.48
5:E:325: TRP:CG 5:E:326:GLY:N 2.80 0.48
6:F:83:GLN:CD 6:F:94:VAL:HG21 2.34 0.48
6:F:332:THR:HB 6:F:351:SER:HA 1.96 0.48
6:F:353:LEU:H 6:F:369:GLU:HB3 1.77 0.48
7:G:145:VAL:O 7:G:408:LEU:CA 2.58 0.48
7:G:455:GLU:N 7:G:461:ALA:HB2 2.29 0.48
8:H:48:PRO:HB3 8:H:172:TYR:CD1 2.49 0.48
1:1:116:VAL:HG12 1:1:120:1ILE:HG22 1.95 0.48
1:1:351:GLU:C 1:1:353:SER:N 2.66 0.48
4:1:254:VAL:O 4:1L:254:VAL:CG2 2.61 0.48
6:N:541:LEU:HB3 6:N:543:GLU:N 2.26 0.48
7:0:174:ASN:ND2 7:0:209:MET:SD 2.80 0.48
8:P:163:ILE:HG23 8:P:179:SER:CB 2.42 0.48
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1:A:162: THR:HG21 1:A:518:LEU:O 2.13 0.47
2:B:32:LEU:CD1 6:F:532:GLU:CD 2.82 0.47
2:B:88:VAL:CG1 2:B:393:GLN:HE22 2.22 0.47
2:B:124:TYR:N 2:B:124:TYR:HD1 2.12 0.47
2:B:282:ASN:ND2 2:B:303:ILE:HB 2.29 0.47
3:C:39:LEU:CB 9:C:1101:ADP:O2A 2.62 0.47
3:C:225:LEU:HD13 | 3:C:320:VAL:HG11 1.96 0.47
4:D:81:VAL:HG21 4:D:514:CYS:SG 2.54 0.47
5:E:85:ASN:ND2 9:E:601:ADP:03B 2.46 0.47
6:F:167: THR:CB 6:F:169:VAL:N 2.64 0.47
7:G:208:ALA:O 7:G:211:GLU:HB2 2.14 0.47
7:G:500:ALA:O 7:G:504:ILE:HG13 2.14 0.47
8:H:79:HIS:CE1 8:H:81:ALA:HB3 2.48 0.47
1:1:162:THR:HG21 1:I:518:LEU:O 2.13 0.47
3:K:225:LEU:HD13 | 3:K:320:VAL:HG11 1.96 0.47
3:K:471:LEU:HG 3:K:491:ILE:HG13 1.96 0.47
4:1:8:ASN:O 4:1.:8:ASN:OD1 2.31 0.47
4:1:260:MET:O 4:1:263:ILE:HG22 2.13 0.47
4:1.:298:ASN:HB3 4:1.:299:ASP:CA 2.43 0.47
5:M:355:ALA:CB 6:N:222:PRO:HG2 2.43 0.47
6:N:47:VAL:HG12 6:N:48:ASP:N 2.28 0.47
6:N:71:PRO:HG2 6:N:533:LEU:HD12 1.94 0.47
6:N:454:ILE:N 6:N:455:PRO:HD2 2.29 0.47
7:0:115:PHE:CE1 7:0:437:MET:HB3 2.49 0.47
7:0:214:PHE:O 7:0:214:PHE:CG 2.67 0.47
8:P:310:LEU:HD13 8:P:314:ASN:OD1 2.14 0.47
8:P:396:ASP:HA 8:P:399:ARG:HH11 1.79 0.47
2:B:242:LYS:HE2 2:B:247:GLY:N 2.26 0.47
4:D:174:ALA:O 4:D:178:VAL:HG23 2.13 0.47
4:D:298:ASN:HB3 4:D:299:ASP:CA 2.43 0.47
5:E:32:VAL:CG2 5:E:33:LYS:H 2.15 0.47
5:E:175:LEU:HD12 5:E:175:LEU:O 2.14 0.47
5:E:250:SER:HB3 5:E:342:ALA:O 2.14 0.47
5:E:277:GLU:CB 5:E:278:PRO:HD2 2.44 0.47
6:F:414:GLY:O 6:F:415:ALA:CB 2.62 0.47
7:G:108:LEU:O 7:G:108:LEU:HD23 2.13 0.47
7:G:120:ILE:HG23 8:P:472:ASN:ND2 2.30 0.47
8:H:6:PRO:CG 4:L:71:LEU:HA 2.35 0.47
8:H:167:ILE:HD11 8:H:182:VAL:HG21 1.96 0.47
8:H:248:ALA:HB2 | 8:H:352:LEU:HD13 1.95 0.47
2:J:237:THR:N 2:J:287:ARG:HD2 2.28 0.47
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2:J:410:VAL:HB 2:J:468:SER:OG 2.13 0.47
3:K:129:LEU:HD23 | 3:K:510:VAL:HG12 1.96 0.47
4:1.:434:GLY:HA3 4:1.:436:GLN:OE1 2.14 0.47
6:N:86:ILE:HG23 6:N:87: THR:HG23 1.96 0.47
7:0:241:1LE:HG12 7:0:292:ILE:CG2 2.44 0.47
8:P:248:ALA:HB2 8:P:352:LEU:CD1 2.44 0.47
1:A:258:MET:HE2 1:A:259:GLY:H 1.79 0.47
1:A:540:ARG:HA 5:E:70:LEU:HD22 1.95 0.47
2:B:59:ASP:HB3 2:B:62:THR:0OG1 2.14 0.47
2:B:422:ILE:HG22 2:B:424:GLY:H 1.75 0.47
5:E:74:LEU:HD12 5:E:93:GLN:HB3 1.96 0.47
5:E:428:CYS:O 5:E:431:ARG:HG3 2.15 0.47
8:H:248:ALA:HB2 8:H:352:LEU:CD1 2.44 0.47
1:1:14:PHE:CB 1:1:15:LEU:HA 2.43 0.47
2:J:124:TYR:N 2:J:124:TYR:CD1 2.82 0.47
2:J:319:LEU:HD23 2:J:319:LEU:.C 2.35 0.47
3:K:84:THR:HG21 8:P:389:ALA:HA 1.97 0.47
3:K:117:HIS:HE1 8:P:50:GLY:O 1.97 0.47
3:K:170:LYS:HD3 3:K:170:LYS:O 2.14 0.47
3:K:479:ASN:HB3 3:K:482: THR:0G1 2.14 0.47
4:1.:350:VAL:HG22 | 4:1:363:VAL:HG13 1.97 0.47
6:N:105:ALA:C 6:N:107:ARG:N 2.67 0.47
7:0:143:LEU:HD22 | 7:0:411:ALA:HB2 1.94 0.47
4:D:367:ARG:C 4:D:369:ASN:N 2.67 0.47
8:H:423:ALA:CA 9:H:601:ADP:H2’ 2.31 0.47
1:1:94:ILE:HD12 1:1:94:ILE:N 2.29 0.47
1:1:221:GLY:HA2 1:1:382:SER:CB 2.42 0.47
2:J:63:ILE:CG2 2:J:64:LEU:HG 2.44 0.47
2:J:118:GLN:O 2:J:121:ILE:HG12 2.14 0.47
2:J:263:LYS:HZ1 3:K:266:GLU:HG2 1.78 0.47
2:J:282:ASN:ND2 2:J:303:ILE:HB 2.29 0.47
2:J:469: THR:CG2 2:J:481:ASP:HB2 2.44 0.47
3:K:112:ILE:HG13 3:K:113:GLU:N 2.29 0.47
3:K:495:VAL:HG23 | 3:K:500:TRP:CH2 2.48 0.47
4:1.:448:GLU:C 4:1.:451:PRO:HD2 2.34 0.47
5:M:175:LEU:HD12 5:M:175:LEU:O 2.14 0.47
6:N:213:LEU:HD23 | 6:N:377:THR:CG2 2.40 0.47
9:N:601:ADP:02’ 9:N:601:ADP:H8 1.97 0.47
7:0:43: THR:HG21 7:0:64:ASN:O 2.13 0.47
1:A:419:VAL:CG1 1:A:425:VAL:HG21 2.44 0.47
2:B:285:ILE:HD13 2:B:285:ILE:H 1.78 0.47
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2:B:289:LEU:HD21 2:B:304:ASN:OD1 2.15 0.47
2:B:410:VAL:HB 2:B:468:SER:OG 2.13 0.47
2:B:514:ILE:HG23 3:C:47:MET:O 2.14 0.47
3:C:47:MET:HG2 3:C:48:LEU:N 2.30 0.47
3:C:184:LYS:HA 3:C:198:ILE:C 2.35 0.47
3:C:457:ILE:HG22 3:C:462:GLY:O 2.14 0.47
4:D:12:LYS:HZ2 7:G:73:LEU:CD2 2.28 0.47
4:D:81:VAL:HA 7:G:382:ALA:HB2 1.96 0.47
5:E:150:PHE:CD1 5:E:472:PHE:CE2 3.03 0.47
6:F:406:LEU:HB3 6:F:407:LYS:HZ2 1.80 0.47
6:F:424:ARG:HA 6:F:424:ARG:NE 2.12 0.47
7:G:217:GLY:O 7:G:375: THR:HG22 2.15 0.47
7:G:235:LYS:CB 7:G:353:GLU:HA 2.44 0.47
8:H:164:LYS:HB3 8:H:165:PRO:HD3 1.96 0.47
8:H:243:LYS:HB3 8:H:244:LYS:NZ 2.29 0.47
2:J:289:LEU:HD21 2:J:304:ASN:OD1 2.15 0.47
2:J:402:LEU:CD1 2:J:483:ARG:HE 2.24 0.47
3:K:108:ALA:O 3:K:112:ILE:HG23 2.15 0.47
3:K:174:LEU:HG 3:K:219:VAL:HG22 1.96 0.47
3:K:414:PRO:O 3:K:419:THR:HG23 2.14 0.47
4:1:292:ILE:N 4:1.:293:LEU:CA 2.73 0.47
5:M:133:ALA:HB2 5:M:150:PHE:HE2 1.79 0.47
5:M:189:GLY:O 5:M:190:SER:CB 2.61 0.47
6:N:108:PHE:CE1 6:N:118:ILE:HG13 2.50 0.47
7:0:452:GLN:HA 7:0:455:GLU:HB2 1.96 0.47
8:P:31:SER:HB2 8:P:79:HIS:HE1 1.78 0.47
8:P:243:LYS:HB3 8:P:244:LYS:NZ 2.29 0.47
8:P:348:THR:O 8:P:352:LEU:HD23 2.13 0.47
2:B:93:THR:OG1 9:B:601:ADP:O2A 2.31 0.47
1:1:145:SER:O 1:1:148:VAL:HG23 2.15 0.47
5:M:150:PHE:CD1 5:M:472:PHE:CE2 3.03 0.47
6:N:246:GLU:CD 6:N:246:GLU:H 2.18 0.47
6:N:280:LEU:HD23 6:N:280:LEU:N 2.27 0.47
2:B:124:TYR:N 2:B:124:TYR:CD1 2.82 0.47
2:B:142:ASN:CB 2:B:143:SER:HA 2.18 0.47
2:B:463:1ILE:HD11 2:B:468:SER:OG 2.15 0.47
3:C:108:ALA:O 3:C:112:ILE:HG23 2.15 0.47
3:C:112:ILE:HG13 3:C:113:GLU:N 2.29 0.47
3:C:117:HIS:CG 3:C:118:PRO:HD2 2.50 0.47
3:C:174:LEU:HG 3:C:219:VAL:HG22 1.96 0.47
3:C:407:-MET:HE1 | 3:C:408:LEU:HD23 1.97 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:24:ASN:ND2 4:D:524:.1LE:HD11 2.29 0.47
4:D:350:VAL:HG22 | 4:D:363:VAL:HG13 1.97 0.47
4:D:352:GLU:HA 4:D:361:VAL:HA 1.95 0.47
4:D:521:ILE:CB 7:G:50:ASP:O 2.61 0.47
5:E:88:ALA:HB1 5:E:109:LYS:HZ2 1.77 0.47
6:F:3:LEU:N 6:F:3:LEU:HD22 2.30 0.47
6:F:86:.1ILE:HG23 6:F:87: THR:HG23 1.96 0.47
6:F:246:GLU:CD 6:F:246:GLU:H 2.18 0.47
6:F:424:ARG:HE 6:F:424:ARG:CA 2.17 0.47
6:F:485:GLU:CG 6:F:489:VAL:HB 2.44 0.47
7:G:204:ILE:O 7:G:379:ARG:HD3 2.14 0.47
7:G:217:GLY:HA3 7:G:366:GLN:HA 1.95 0.47
7:G:279:PHE:O 7:G:282:LEU:HD12 2.15 0.47
7:G:291:ASN:C 7:G:312:1LE:HG13 2.34 0.47
7:G:292:ILE:N 7:G:312:ILE:HG13 2.30 0.47
8:H:35:1LE:HD13 8:H:82:VAL:HA 1.95 0.47
&:H:99:GLY:O 8:H:103:VAL:HG23 2.15 0.47
8:H:396:ASP:HA 8:H:399:ARG:HH11 1.79 0.47
1:1:156:LEU:HD23 1:1:156:LEU:O 2.14 0.47
2:J:60:GLY:O 2:J:63:ILE:HG22 2.15 0.47
2:J:403:GLY:O 2:J:482:MET:HG3 2.14 0.47
2:J:463:ILE:HD11 2:J:468:SER:0G 2.15 0.47
3:K:25:ILE:HD13 3:K:26: THR:N 2.30 0.47
3:K:142:PRO:HG3 3:K:411:SER:CA 2.44 0.47
3:K:175:ALA:O 3:K:179:VAL:HG23 2.14 0.47
3:K:184:LYS:HA 3:K:198:ILE:C 2.35 0.47
3:K:457:ILE:HG22 3:K:462:GLY:O 2.14 0.47
6:N:3:LEU:N 6:N:3:LEU:HD22 2.30 0.47
6:N:22:ASN:O 6:N:72: THR:HG21 2.14 0.47
6:N:275:LYS:O 6:N:276:LYS:C 2.52 0.47
7:0:51:ILE:HB 7:0:69:ILE:HD11 1.96 0.47
1:A:351:GLU:C 1:A:353:SER:N 2.66 0.47
2:B:27:ILE:O 2:B:27:ILE:HG12 2.15 0.47
2:B:232:LEU:HD22 2:B:233:ILE:H 1.80 0.47
2:B:328: THR:O 2:B:329:PHE:CB 2.62 0.47
3:C:25:1LE:HD13 3:C:26:THR:N 2.30 0.47
3:C:41:PRO:CA 3:C:161: THR:HG21 2.43 0.47
3:C:262:GLU:H 8:H:266:LEU:CD1 2.28 0.47
5:E:84: THR:CG2 5:E:85:ASN:N 2.78 0.47
5:E:176:PHE:O 5:E:180:LEU:HD23 2.15 0.47
7:G:409:ILE:CG2 7:G:410:VAL:H 2.28 0.47
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3:K:9:ASN:ND2 3:K:10:ALA:H 2.11 0.47
3:K:117:HIS:CG 3:K:118:PRO:HD2 2.50 0.47
5:M:428:.CYS:O 5:M:431:ARG:HG3 2.14 0.47
5:M:547:-MET:SD 6:N:387:ALA:HA 2.55 0.47
6:N:16:ASP:OD1 6:N:16:ASP:N 2.36 0.47
6:N:76:ILE:HG21 6:N:95:VAL:HG13 1.96 0.47
7:0:94:VAL:CG1 7:0:95:GLY:H 2.28 0.47
7:0:217:GLY:HA3 7:0:365:PHE:O 2.15 0.47
7:0:455:GLU:N 7:0:461:ALA:HB2 2.29 0.47
1:A:12: THR:CB 5:E:96:LEU:HA 2.44 0.47
1:A:480:TYR:O 1:A:483:ALA:CB 2.63 0.47
2:B:403:GLY:O 2:B:482:MET:HG3 2.14 0.47
3:C:142:PRO:HG3 3:C:411:SER:CA 2.44 0.47
3:C:202:ARG:O 3:C:204:VAL:O 2.32 0.47
3:C:348:VAL:HG12 3:C:349:GLY:N 2.30 0.47
4:D:178:VAL:CB 4:D:401:1LE:HD11 2.45 0.47
6:F:430:ASN:HA 6:F:433:LYS:HB2 1.96 0.47
6:F:454:ILE:HB 6:F:455:PRO:HD3 1.97 0.47
2:J:324:GLU:H 3:K:311:LYS:NZ 2.12 0.47
2:J:494:LYS:HD2 2:J:494:LYS:HA 1.79 0.47
3:K:246:LEU:O 3:K:247:ASP:HB3 2.15 0.47
3:K:348:VAL:HG12 3:K:349:GLY:N 2.30 0.47
4:1,:92:GLY:O 4:1.:96:VAL:HG23 2.15 0.47
4:1.:134:ILE:HD12 4:1.:421:ILE:HD13 1.95 0.47
4:1:174:ALA:O 4:1L:178:VAL:HG23 2.13 0.47
4:1.:352:GLU:HA 4:1:361:VAL:HA 1.95 0.47
4:1.:461:ASN:HD22 4:1:462:SER:N 2.13 0.47
4:1.:523:ASP:O 7:0:51:ILE:CG2 2.53 0.47
5:M:277:GLU:CB 5:M:278:PRO:HD2 2.44 0.47
7:0:455:GLU:HG3 7:0:461:ALA:HB3 1.97 0.47
8:P:35:ILE:HD13 8:P:82:VAL:HA 1.95 0.47
8:P:99:GLY:O 8:P:103:VAL:HG23 2.15 0.47
2:B:165:ILE:HD13 6:F:526:ASN:HB2 1.97 0.47
2:B:319:LEU:HD23 2:B:319:LEU:C 2.35 0.47
2:B:438:ARG:O 2:B:441:PRO:HG2 2.14 0.47
3:C:275:ILE:O 8:H:274:.LEU:HD21 2.15 0.47
4:D:292:.1LE:N 4:D:293:LEU:CA 2.73 0.47
4:D:434:GLY:HA3 4:D:436:GLN:OE1 2.14 0.47
5:E:240:1LE:HG12 5:E:244:.1LE:HG21 1.94 0.47
5:E:262:GLU:HA 5:E:263:GLY:HA2 1.67 0.47
6:F:141:THR:CB 6:F:409:LYS:HG3 2.45 0.47
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7:G:217:GLY:HA3 7:G:365:PHE:O 2.15 0.47
8:H:6:PRO:CB 8:H:7:GLN:HG3 2.38 0.47
1:1:29:ASN:HD22 1:1:538:ILE:HG23 1.80 0.47
1:1:419:VAL:CG1 1:1:425:VAL:HG21 2.44 0.47
2:J:263:LYS:HZ1 3:K:266:GLU:CG 2.26 0.47
2:J:477:GLY:O 2:J:478: THR:CB 2.62 0.47
5:M:210:ASN:HD22 5:M:210:ASN:N 2.08 0.47
7:0:279:PHE:O 7:0:282:LEU:HD12 2.15 0.47
7:0:291:ASN:C 7:0:312:ILE:HG13 2.34 0.47
7:0:354:GLU:HA 7:0:363:ASN:HA 1.97 0.47
1:A:16:GLY:CA 1:A:548:ASP:HB3 2.44 0.46
1:A:128:GLY:O 1:A:448:ILE:HD13 2.15 0.46
1:A:145:SER:O 1:A:148:VAL:HG23 2.15 0.46
4:D:496:HIS:O 4:D:498:LEU:HD12 2.15 0.46
4:D:521:1LE:CD1 7:G:62:ILE:HD12 2.44 0.46
6:F:395:VAL:O 6:F:399:LEU:HB3 2.14 0.46
7:G:17:THR:HG22 | 7:G:526:ASN:HD22 1.80 0.46
7:G:115:PHE:CE1 7:G:437:MET:HB3 2.49 0.46
7:G:354:GLU:HA 7:G:363:ASN:HA 1.97 0.46
8:H:442:PRO:HA 8:H:446:GLN:HE21 1.80 0.46
1:I:480:TYR:O 1:1:483:ALA:CB 2.63 0.46
2:J:30:GLY:HA2 2:J:33:VAL:HG21 1.97 0.46
3:K:202:ARG:O 3:K:204:VAL:O 2.32 0.46
5:M:84: THR:CG2 5:M:85:ASN:N 2.78 0.46
7:0:204:ILE:O 7:0:379:ARG:HD3 2.14 0.46
7:0:235:LYS:CB 7:0:353:GLU:HA 2.44 0.46
1:A:16:GLY:HA3 1:A:548:ASP:CB 2.44 0.46
1:A:143:VAL:HG12 | 1:A:419:VAL:HG22 1.97 0.46
2:B:26:ALA:HB1 2:B:77:LEU:HD11 1.98 0.46
2:B:42:MET:-HE3 6:F:529:LEU:O 2.15 0.46
2:B:444:.LEU:HD21 9:B:601:ADP:C1’ 2.46 0.46
2:B:513:ASN:O 2:B:514:ILE:CD1 2.46 0.46
3:C:175:ALA:O 3:C:179:VAL:HG23 2.15 0.46
3:C:250:LEU:CG 3:C:301:VAL:CB 2.92 0.46
5:E:103:LEU:HA 5:E:106:GLN:HE21 1.81 0.46
5:E:301: TYR:HA 5:E:304:ASP:0OD2 2.15 0.46
6:F:76:1ILE:HG21 6:F:95:VAL:HG13 1.96 0.46
6:F:332:THR:HB 6:F:350:PHE:O 2.15 0.46
6:F:422:LEU:HD13 | 6:F:517:ILE:HD11 1.98 0.46
6:F:454:ILE:N 6:F:455:PRO:HD2 2.29 0.46
7:G:304:THR:HA 7:G:307:PHE:CE2 2.46 0.46
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3:K:202:ARG:HH21 | 3:K:323:SER:HB3 1.81 0.46
3:K:229:VAL:HG12 3:K:230:VAL:H 1.80 0.46
4:1:194:1LE:O 4:1:194:1ILE:HG12 2.15 0.46
5:M:176:PHE:O 5:M:180:LEU:HD23 2.15 0.46
6:N:143:LEU:HD13 6:N:145:ASN:CG 2.36 0.46
6:N:143:LEU:HD21 6:N:145:ASN:HB3 1.97 0.46
6:N:515:ASN:HD22 6:N:515:ASN:C 2.18 0.46
7:0:60: THR:O 7:0:60: THR:HG23 2.15 0.46
7:0:83:LEU:HD23 7:0:86:ILE:CD1 2.45 0.46
7:0:208:ALA:O 7:0:211:GLU:HB2 2.14 0.46
8&:P:167:ILE:HD11 8:P:182:VAL:HG21 1.96 0.46
2:B:408:GLU:CD 2:B:440:LEU:HD23 2.36 0.46
2:B:469: THR:CG2 2:B:481:ASP:HB2 2.44 0.46
3:C:170:LYS:HD3 3:C:170:LYS:O 2.14 0.46
4:D:77:-MET:HE1 7:G:384:GLN:HB2 1.97 0.46
6:F:195:GLU:OE1 6:F:197:-MET:HE2 2.15 0.46
6:F:362:GLU:CG 6:F:364:PHE:CE2 2.93 0.46
8:H:184:GLU:O 8:H:188:HIS:HD2 1.97 0.46
2:J:124:TYR:N 2:J:124:TYR:HD1 2.12 0.46
4:1:147:ARG:O 4:1.:151:VAL:HG23 2.16 0.46
4:1.:178:VAL:CB 4:1:401:ILE:HD11 2.45 0.46
5:M:114:GLU:HB3 6:N:201:HIS:CE1 2.50 0.46
5:M:301:TYR:HA 5:M:304:ASP:0D2 2.15 0.46
6:N:16:ASP:HA 6:N:19:LEU:CG 2.45 0.46
6:N:166:LEU:HG 6:N:167:-THR:0G1 2.15 0.46
6:N:427:ARG:HG2 6:N:448:ALA:CB 2.46 0.46
6:N:454:1LE:HB 6:N:455:PRO:HD3 1.97 0.46
7:0:292:1LE:N 7:0:312:1ILE:HG13 2.30 0.46
8:P:442:PRO:HA 8:P:446:GLN:HE21 1.80 0.46
2:B:58:ASN:C 2:B:58:ASN:ND2 2.69 0.46
2:B:242:LYS:HA 3:C:269:TRP:HE1 1.81 0.46
2:B:360:LYS:HA 2:B:361:ALA:HA 1.69 0.46
2:B:477:GLY:O 2:B:478: THR:CB 2.62 0.46
4:D:92:GLY:O 4:D:96:VAL:HG23 2.15 0.46
4:D:134:1ILE:HD12 4:D:421:1LE:HD13 1.95 0.46
9:D:601:ADP:C8 9:D:601:ADP:C3’ 2.98 0.46
6:F:16:ASP:HA 6:F:19:LEU:.CG 2.45 0.46
6:F:143:LEU:HD13 6:F:145:ASN:CG 2.36 0.46
6:F:370:ASN:HD22 6:F:370:ASN:N 2.14 0.46
7:G:51:ILE:HB 7:G:69:ILE:HD11 1.96 0.46
7:G:144:ALA:HA 7:G:409:1ILE:O 2.14 0.46
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1:1:92:ARG:HG2 5:M:388:THR:CB 2.46 0.46
2:J:162:SER:O 2:J:163:SER:CB 2.64 0.46
2:J:165:1LE:HD13 6:N:526:ASN:HB2 1.98 0.46
2:J:328: THR:O 2:J:329:PHE:CB 2.62 0.46
4:1:254:VAL:HG22 8:P:264:THR:O 2.16 0.46
5:M:114:GLU:HG2 6:N:201:HIS:ND1 2.31 0.46
7:0:80:ALA:O 7:0:84:VAL:HG23 2.16 0.46
7:0:217:GLY:O 7:0:375: THR:HG22 2.15 0.46
8:P:164:LYS:HB3 8:P:165:PRO:HD3 1.96 0.46
8:P:487:PRO:HA 8:P:488:GLY:HA3 1.69 0.46
1:A:351:GLU:C 1:A:353:SER:H 2.17 0.46
4:D:234:1ILE:HG22 | 4:D:236:LEU:HD22 1.97 0.46
4:D:461:ASN:HD22 4:D:462:SER:N 2.13 0.46
7:G:80:ALA:O 7:G:84:VAL:HG23 2.16 0.46
7:G:83:LEU:HD23 7:G:86:ILE:CD1 2.45 0.46
7:G:454:CYS:HB3 7:G:461:ALA:HA 1.98 0.46
8:H:32:1ILE:HD13 &:H:32:ILE:O 2.16 0.46
2:J:164:LYS:O 2:J:167:SER:N 2.40 0.46
2:J:331:GLU:HA 2:J:332:PRO:HD3 1.79 0.46
3:K:47:MET:HG2 3:K:48:LEU:N 2.30 0.46
3:K:51:PRO:O 3:K:52:MET:CG 2.63 0.46
3:K:402:VAL:HG13 3:K:502:PRO:CG 2.45 0.46
4:1.:239:PHE:C 4:1,:290:LYS:HG3 2.36 0.46
4:1.:284:ASN:O 4:1:310:ILE:CG2 2.63 0.46
5:M:74:LEU:HD12 5:M:93:GLN:HB3 1.96 0.46
7:0:236:PHE:O 7:0:239:PRO:CG 2.64 0.46
7:0:454:CYS:HB3 7:0:461:ALA:HA 1.98 0.46
8:P:6:PRO:CB 8:P:7:GLN:CA 2.93 0.46
8:P:184:GLU:O 8:P:188:HIS:HD2 1.97 0.46
1:A:29:ASN:HD22 1:A:538:ILE:HG23 1.81 0.46
2:B:224:1L.YS:O 2:B:343:ILE:HA 2.16 0.46
2:B:286:ASN:HD22 2:B:287:ARG:N 2.14 0.46
3:C:229:VAL:HG12 3:C:230:VAL:H 1.80 0.46
4:D:291:SER:HA 4:D:315:ASP:CA 2.44 0.46
6:F:166:LEU:HG 6:F:167:-THR:OG1 2.15 0.46
6:F:343:LEU:HA 6:F:344:SER:HA 1.48 0.46
6:F:420:ILE:HB 6:F:482:ASP:OD1 2.16 0.46
2:J:40:LYS:HZ1 6:N:117:ILE:HG13 1.80 0.46
2:J:411:MET:CE 2:J:498:VAL:HG21 2.45 0.46
4:L:77-MET:CE 7:0:384:GLN:HB2 2.45 0.46
4:1.:496:HIS:O 4:1.:498:LEU:HD12 2.15 0.46
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6:N:5:LEU:CA 6:N:6:LEU:HB2 2.35 0.46
7:0:17"THR:HG22 | 7:0:526:ASN:HD22 1.80 0.46
7:0:144:ALA:HA 7:0:409:ILE:O 2.15 0.46
7:0:200:GLY:O 7:0:375: THR:HA 2.16 0.46
2:B:60:GLY:O 2:B:63:ILE:HG22 2.15 0.46
2:B:63:ILE:CG2 2:B:64:LEU:HG 2.44 0.46
3:C:129:LEU:HD23 | 3:C:510:VAL:HG12 1.96 0.46
7:G:60: THR:O 7:G:60: THR:HG23 2.15 0.46
7:G:207:GLY:HA3 | 7:G:379:ARG:HH11 1.81 0.46
7:G:491:ASN:OD1 7:G:496:VAL:CG2 2.64 0.46
8:H:94:1LE:H 8:H:94:ILE:HG13 1.50 0.46
2:J:4:GLN:C 2:J:5:ILE:CG2 2.73 0.46
2:J:242:LYS:HD3 3:K:269: TRP:CZ2 2.50 0.46
4:1.:392:ARG:HD3 4:1.:393:SER:N 2.31 0.46
6:N:233:VAL:HG13 6:N:351:SER:CB 2.43 0.46
8:P:32:ILE:HD13 8:P:32:ILE:O 2.16 0.46
8:P:457:GLU:C 8:P:460:PRO:HD2 2.36 0.46
4:D:182:SER:HB2 4:D:187:LYS:CE 2.46 0.46
5:E:84: THR:HG22 5:E:85:ASN:N 2.31 0.46
5:E:269:LEU:HD22 5:E:269:LEU:N 2.31 0.46
6:F:233:VAL:HG13 6:F:351:SER:CB 2.43 0.46
6:F:427:ARG:HG2 6:F:448:ALA:CB 2.46 0.46
6:F:458:. LEU:HG 6:F:459:VAL:HG23 1.97 0.46
7:G:33:CYS:SG 7:G:106:GLY:HA2 2.56 0.46
7:G:200:GLY:O 7:G:375: THR:HA 2.15 0.46
7:G:296:LYS:HA 7:G:318:VAL:HG23 1.97 0.46
8:H:457.:GLU:C 8:H:460:PRO:HD2 2.36 0.46
8:H:464:ALA:HB1 8:H:474:VAL:HG21 1.98 0.46
1:1:351:GLU:C 1:1:353:SER:H 2.17 0.46
2:J:408:GLU:CD 2:J:440:LEU:HD23 2.36 0.46
3:K:298:GLU:HA 3:K:320:VAL:H 1.81 0.46
3:K:407-MET:HE1 | 3:K:408:LEU:HD23 1.97 0.46
4:1.:234:1LE:HG22 4:1,:236:LEU:HD22 1.97 0.46
6:N:122:PHE:HD1 6:N:447:PHE:HD1 1.63 0.46
6:N:332:THR:HB 6:N:350:PHE:O 2.15 0.46
6:N:458:LEU:HG 6:N:459:VAL:HG23 1.97 0.46
7:0:33:CYS:SG 7:0:106:GLY:HA2 2.56 0.46
7:0:234:LYS:HA 7:0:234:LYS:HD3 1.34 0.46
7:0:491:ASN:OD1 7:0:496:VAL:CG2 2.64 0.46
1:A:486:MET:CB 1:A:487:ALA:HB2 2.46 0.46
2:B:162:SER:O 2:B:163:SER:CB 2.63 0.46
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Atom-1 Atom-2 distance (A) overlap (A)

3:C:246:LEU:O 3:C:247:ASP:HB3 2.15 0.46
4:D:344:LEU:O 4:D:345:ASP:0OD1 2.33 0.46
4:D:392:ARG:HD3 4:D:393:SER:N 2.31 0.46
4:D:417:PRO:O 4:D:421:1ILE:HG12 2.16 0.46
4:D:469:LEU:C 4:D:471:SER:H 2.19 0.46
5:E:239:LEU:HD23 5:E:240:ILE:N 2.31 0.46
6:F:330:LEU:O 6:F:372:ASP:O 2.34 0.46
1:1:143:VAL:HG12 1:1:419:VAL:HG22 1.97 0.46
2:J:26:ALA:HB1 2:J:77.-LEU:HD11 1.97 0.46
2:J:242:LYS:HA 3:K:269: TRP:HE1 1.80 0.46
2:J:295:GLU:HB2 6:N:337:GLN:CD 2.35 0.46
3:K:142:PRO:HB3 3:K:410:PRO:O 2.15 0.46
4:1,:144:LEU:HD23 4:1,:144:LEU:N 2.31 0.46
5:M:184:ALA:O 5:M:188:LEU:CB 2.64 0.46
1:A:210:GLY:O 1:A:211:LYS:CB 2.64 0.46
1:A:218:LEU:HD23 | 1:A:385:ILE:HG12 1.98 0.46
3:C:95:THR:HG23 | 9:C:1101:ADP:O1A 2.15 0.46
9:C:1101:ADP:C8 9:C:1101:ADP:03’ 2.69 0.46
4:D:144:LEU:N 4:D:144:LEU:HD23 2.31 0.46
4:D:161:LYS:HA 4:D:161:LYS:HD2 1.66 0.46
4:D:284:ASN:O 4:D:310:ILE:CG2 2.63 0.46
6:F:454:1LE:O 6:F:457: THR:0G1 2.30 0.46
7:G:236:PHE:O 7:G:239:PRO:CG 2.64 0.46
7:G:291:ASN:HA 7:G:312:ILE:HB 1.97 0.46
8:H:175:GLU:H &:H:175:GLU:HG3 1.45 0.46
8:H:291:ILE:HD12 8:H:347:PRO:HG3 1.97 0.46
1:1:224:LEU:CD1 1:1:226:CYS:CB 2.90 0.46
2:J:286:ASN:HD22 2:J:287:ARG:N 2.14 0.46
4:1.:9:ALA:CB 7:0:76:VAL:H 2.27 0.46
4:1:120:1ILE:CG1 4:1.:439:1LE:HG21 2.44 0.46
4:1.:241:ILE:HD12 4:1:241:ILE:N 2.30 0.46
6:N:141: THR:CG2 6:N:142:ASN:N 2.78 0.46
7:0:396:ALA:O 7:0:397:.ILE:C 2.55 0.46
7:0:418:MET:HE3 7:0:447:GLU:HG2 1.98 0.46
4:D:185:ASN:H 4:D:187:LYS:N 2.14 0.45
4:D:521:ILE:CG2 7:G:51:ILE:HA 2.40 0.45
6:F:72: THR:O 6:F:75:LEU:HB3 2.16 0.45
6:F:243:GLU:OE2 6:F:243:GLU:CA 2.52 0.45
6:F:296:ILE:HD12 6:F:328:LEU:HD22 1.99 0.45
6:F:540: THR:CB 6:F:541:LEU:HD22 2.44 0.45
7:G:452:GLN:HA 7:G:455:GLU:HB2 1.96 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
8:H:386:LEU:H 8:H:386:LEU:HD12 1.81 0.45
1:I1:12: THR:HA 1:I:13:LEU:HA 1.69 0.45
1:1:66:GLY:CA 1:1:99: THR:HG22 2.47 0.45
2:J:58:ASN:C 2:J:58:ASN:ND2 2.69 0.45
2:J:203:LEU:O 2:J:204:SER:OG 2.30 0.45
2:J:219:GLY:HA3 2:J:304:ASN:ND2 2.31 0.45
4:1.:24:ASN:ND2 4:1:524:ILE:HD11 2.30 0.45
5:M:103:LEU:HA 5:M:106:GLN:HE21 1.80 0.45
5:M:239:LEU:HD23 5:M:240:ILE:N 2.31 0.45
6:N:153:VAL:CB 6:N:507: TRP:CB 2.94 0.45
8:P:169:SER:HB2 9:P:601:ADP:0O2A 2.15 0.45
1:A:256:MET:HE3 1:A:261:GLN:HA 1.97 0.45
1:A:420:PRO:O 1:A:424:CYS:HB3 2.16 0.45
2:B:116:HIS:CE1 2:B:118:GLN:CB 2.99 0.45
2:B:116:HIS:HA 2:B:117:PRO:HD3 1.74 0.45
2:B:210:GLU:CB 2:B:357:SER:O 2.65 0.45
3:C:335:THR:HB 8:H:237:LYS:CE 2.34 0.45
4:D:50: THR:HG22 4:D:54:GLU:N 2.31 0.45
4:D:98:ILE:HG12 4:D:98:ILE:H 1.57 0.45
4:D:239:PHE:C 4:D:290:LYS:HG3 2.36 0.45
4:D:325:SER:O 4:D:329:GLY:N 2.47 0.45
4:D:418:GLU:HG2 4:D:451:PRO:HD3 1.98 0.45
6:F:43:LEU:HD21 6:F:161:LYS:CA 2.42 0.45
6:F:160: THR:N 6:F:164:ALA:HB3 2.31 0.45
1:1:336: THR:HB 1:1:354:TYR:HD1 1.80 0.45
1:1:420:PRO:O 1:1:424:CYS:HB3 2.16 0.45
1:1:433:LEU:O 1:1:437:ALA:CA 2.65 0.45
2:J:27:ILE:O 2:J:27:ILE:HG12 2.15 0.45
4:1:50: THR:HG22 4:1:54:GLU:N 2.30 0.45
4:1.:182:SER:HB2 4:1.:187:LYS:CE 2.46 0.45
4:1.:499:GLN:HA 4:L:500:PRO:HD3 1.86 0.45
5:M:396:GLU:HA 5:M:397:GLN:HA 1.53 0.45
6:N:296:1LE:HG12 6:N:317:LEU:HB2 1.98 0.45
6:N:337:GLN:HG2 6:N:347:ILE:CD1 2.46 0.45
7:0:296:LYS:HA 7:0:318:VAL:HG23 1.97 0.45
7:0:329:ALA:HA 7:0:371:ALA:HB1 1.98 0.45
8:P:426: THR:HG23 8:P:427:GLU:N 2.31 0.45
1:A:69:ILE:O 1:A:73:LEU:HD13 2.15 0.45
2:B:411:MET:CE 2:B:498:VAL:HG21 2.46 0.45
2:B:492:LYS:H 2:B:492:LYS:HZ1 1.63 0.45
3:C:142:PRO:HB3 3:C:410:PRO:O 2.15 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

3:C:174:LEU:HG 3:C:219:VAL:CG2 2.47 0.45
4:D:194:1LE:O 4:D:194:1LE:HG12 2.15 0.45
6:F:159:LEU:CA 6:F:164:ALA:HB2 2.41 0.45
6:F:167:THR:CB 6:F:168:GLU:HB3 2.47 0.45
6:F:489:VAL:O 6:F:490:GLY:C 2.41 0.45
8:H:426: THR:HG23 8:H:427:GLU:N 2.31 0.45
1:1:128:GLY:O 1:1:448:ILE:HD13 2.15 0.45
1:1:210:GLY:O 1:I:211:LYS:CB 2.64 0.45
2:J:293:TYR:O 2:J:297:LEU:HD23 2.17 0.45
3:K:471:LEU:HD12 | 3:K:491:ILE:HG21 1.98 0.45
6:N:79:ALA:HB1 6:N:523:ILE:HD11 1.98 0.45
6:N:221:HIS:HB2 6:N:224:MET:CG 2.43 0.45
6:N:415:ALA:HA 9:N:601:ADP:H1’ 1.97 0.45
6:N:420:1LE:HB 6:N:482:ASP:0OD1 2.15 0.45
8:P:252:CYS:HB2 8:P:343:ARG:N 2.32 0.45
3:C:64:ILE:HG22 3:C:65:LEU:N 2.31 0.45
6:F:122:PHE:HD1 6:F:447:PHE:HD1 1.63 0.45
1:1:120:ILE:HD13 1:1:120:ILE:O 2.16 0.45
1:1:205:VAL:C 1:1:206:LEU:HD23 2.36 0.45
1:1:419:VAL:HG13 1:1:425:VAL:HG21 1.98 0.45
1:1:458:ILE:HD12 1:1:458:ILE:H 1.82 0.45
2:J:210:GLU:CB 2:J:357:SER:O 2.64 0.45
3:K:230:VAL:HG21 3:K:303:ASP:H 1.80 0.45
3:K:508:GLN:CG 8:P:215:GLY:HA2 2.46 0.45
4:1L:30:SER:HA 4:1:33:ASP:CG 2.37 0.45
5:M:269:LEU:HD22 5:M:269:LEU:N 2.31 0.45
6:N:221:HIS:CD2 6:N:224:MET:SD 3.09 0.45
7:0:241:1LE:HD12 | 7:0:330:VAL:HG21 1.98 0.45
7:0:400:VAL:O 7:0:404:LEU:HB2 2.17 0.45
8:P:386:LEU:HD12 8:P:386:LEU:H 1.81 0.45
1:A:66:GLY:CA 1:A:99: THR:HG22 2.47 0.45
3:C:202:ARG:HH21 3:C:323:SER:HB3 1.81 0.45
4:D:292:ILE:CG1 4:D:293:LEU:HA 2.47 0.45
5:E:297:LYS:HD2 5:E:297:LYS:HA 1.66 0.45
6:F:337:GLN:HG2 6:F:347:1ILE:CD1 2.46 0.45
7:G:165:ALA:CB 7:G:399:ILE:HG21 2.46 0.45
7:G:282:LEU:HD23 7:G:303:ALA:O 2.17 0.45
8:H:101:ASN:N 9:H:601:ADP:02B 2.43 0.45
8:H:291:ILE:HD12 &:H:347:PRO:HG2 1.96 0.45
8:H:329:LEU:HD23 8:H:329:LEU:O 2.17 0.45
1:1:86:LEU:HD21 1:I:101:VAL:HG12 1.99 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
2:J:88:VAL:HG12 2:J:89:GLY:N 2.32 0.45
2:J:234:ALA:HA 2:J:325:VAL:HB 1.99 0.45
2:J:386:ASP:O 2:J:390:VAL:HG23 2.17 0.45
3:K:64:ILE:HG22 3:K:65:LEU:N 2.32 0.45
4:1.:185:ASN:H 4:L:187:LYS:N 2.14 0.45
8:P:247:VAL:HG22 8:P:248:ALA:N 2.32 0.45
1:A:55:ASP:O 1:A:57:ILE:N 2.50 0.45
1:A:86:LEU:HD21 1:A:101:VAL:HG12 1.99 0.45
1:A:205:VAL:C 1:A:206:LEU:HD23 2.36 0.45
1:A:336: THR:HB 1:A:354:TYR:HD1 1.80 0.45
2:B:4:GLN:CB 3:C:71:ALA:HB3 2.45 0.45
3:C:298:GLU:HA 3:C:320:VAL:H 1.81 0.45
4:D:226:PRO:CG 4:D:311:MET:HG2 2.47 0.45
5:E:189:GLY:O 5:E:190:SER:HB2 2.17 0.45
5:E:439:VAL:HB 5:E:528:VAL:HG13 1.99 0.45
6:F:141: THR:CG2 6:F:142:ASN:N 2.78 0.45
6:F:173:ILE:HD11 6:F:209:PHE:N 2.32 0.45
6:F:238:VAL:HG22 6:F:239:SER:N 2.32 0.45
7:G:317:ARG:O 7:G:317:ARG:HD2 2.16 0.45
8:H:96:MET:CB 8:H:515:GLU:OE1 2.65 0.45
1:1:69:ILE:O 1:1:73:LEU:HD13 2.16 0.45
1:1:486:MET:CB 1:1:487:ALA:HB2 2.46 0.45
2:J:232:LEU:HD22 2:J:233:1ILE:H 1.80 0.45
2:J:456:VAL:HG13 2:J:457:SER:N 2.32 0.45
4:1:226:PRO:CG 4:L:311:MET:HG2 2.47 0.45
5:M:84: THR:HG22 5:M:85:ASN:N 2.31 0.45
5:M:439:VAL:HB 5:M:528:VAL:HG13 1.99 0.45
6:N:108:PHE:C 6:N:108:PHE:CD1 2.90 0.45
6:N:238:VAL:HG22 6:N:239:SER:N 2.32 0.45
6:N:399:LEU:O 6:N:399:LEU:HD12 2.17 0.45
7:0:207:GLY:HA3 | 7:0:379:ARG:HH11 1.81 0.45
7:0:317:ARG:O 7:0:317:ARG:HD2 2.16 0.45
8:P:96:MET:CB 8:P:515:GLU:OE1 2.65 0.45
8:P:464:ALA:HB1 8:P:474:VAL:HG21 1.98 0.45
1:A:532:LEU:O 1:A:536:VAL:HG23 2.16 0.45
2:B:30:GLY:HA2 2:B:33:VAL:HG21 1.97 0.45
2:B:386:ASP:0O 2:B:390:VAL:HG23 2.17 0.45
3:C:222:GLY:HA3 3:C:368:LEU:O 2.17 0.45
3:C:230:VAL:HG21 3:C:303:ASP:H 1.80 0.45
9:C:1101:ADP:O1A | 10:C:1102:BEF:F3 2.24 0.45
4:D:103:LEU:HD22 | 4:D:515:VAL:HG21 1.99 0.45
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
6:F:108:PHE:CE1 6:F:118:ILE:HG13 2.50 0.45
6:F:296:1LE:HG12 6:F:317:LEU:HB2 1.98 0.45
1:1:164:MET:HE3 1:1:169:1LE:HB 1.99 0.45
2:J:45:LEU:HB2 6:N:533:LEU:HB3 1.95 0.45
4:1.:299:ASP:0OD1 4:1.:301:ALA:HB3 2.16 0.45
4:1:469:LEU:C 4:1:471:SER:H 2.19 0.45
9:1:601:ADP:N3 9:1:601:ADP:H2’ 2.31 0.45
6:N:72: THR:O 6:N:75:LEU:HB3 2.16 0.45
6:N:173:ILE:HD11 6:N:209:PHE:N 2.32 0.45
7:0:226:TYR:CE1 7:0:229:PHE:CB 3.00 0.45
7:0:291:ASN:HA 7:0:312:ILE:HB 1.97 0.45
8:P:63:ILE:HD12 8:P:74:GLU:CG 2.45 0.45
8:P:71:MET:O 8:P:75:LEU-HG 2.17 0.45
2:B:219:GLY:HA3 2:B:304:ASN:ND2 2.31 0.45
2:B:293: TYR:O 2:B:297:LEU:HD23 2.17 0.45
3:C:414:PRO:HG2 3:C:481: THR:CG2 2.47 0.45
3:C:471:LEU:HD12 | 3:C:491:ILE:HG21 1.98 0.45
6:F:207: THR:HB 6:F:380:1ILE:HA 1.99 0.45
6:F:436:ALA:HA 6:F:437:-LYS:HA 1.66 0.45
6:F:515:ASN:HD22 6:F:515:ASN:C 2.18 0.45
7:G:249:GLU:O 7:G:250:LEU:C 2.55 0.45
8:H:247:-VAL:HG22 8:H:248:ALA:N 2.32 0.45
1:1:55:ASP:O 1:I:57:ILE:N 2.50 0.45
2:J:469: THR.:O 2:J:470:SER:CB 2.59 0.45
3:K:10:ALA:HA 3:K:11:SER:HA 1.59 0.45
4:1:313:VAL:HG11 | 4:L:361:VAL:HG21 1.99 0.45
6:N:491:VAL:HG12 6:N:492:ASP:H 1.82 0.45
6:N:540: THR:CB 6:N:541:LEU:HD22 2.44 0.45
1:A:25:ILE:HG22 1:A:26:ARG:N 2.32 0.45
1:A:129:PHE:N 1:A:129:PHE:CD2 2.84 0.45
2:B:74:ALA:O 2:B:78:VAL:HG23 2.17 0.45
2:B:222:GLN:HB3 2:B:223:PRO:HD2 1.98 0.45
3:C:219:VAL:HG13 | 3:C:379:ILE:HD12 1.99 0.45
5:E:500:SER:O 5:E:504:LYS:HG2 2.17 0.45
6:F:92: THR:OG1 9:F:601:ADP:PB 2.74 0.45
6:F:117:1LE:HG12 5:M:33:LYS:CE 2.39 0.45
7:G:170:LEU:O 7:G:170:LEU:.CD2 2.58 0.45
1:1:62:VAL:O 1:1:397:GLU:HG3 2.17 0.45
2:J:40:LYS:HA 6:N:116:ARG:HG3 1.99 0.45
2:J:88:VAL:CG1 2:J:393:GLN:HE22 2.22 0.45
3:K:229:VAL:HG11 | 3:K:234:MET:HE2 1.98 0.45
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5:M:267:VAL:HG12 5:M:268:LYS:N 2.32 0.45
5:M:456:GLU:HA 5:M:456:GLU:OE2 2.17 0.45
5:M:500:SER:O 5:M:504:LYS:HG2 2.17 0.45
6:N:166:LEU:CD2 6:N:205:LYS:HA 2.47 0.45
6:N:167:THR:CA 6:N:168:GLU:CB 2.95 0.45
6:N:178:VAL:HG21 6:N:402:VAL:CG1 2.47 0.45
6:N:207:- THR:HB 6:N:380:ILE:HA 1.99 0.45
6:N:296:ILE:HD12 | 6:N:328:LEU:HD22 1.99 0.45
6:N:330:LEU:O 6:N:372:ASP:O 2.34 0.45
7:0:438:1LE:N 7:0:438:1ILE:HD12 2.32 0.45
1:A:120:ILE:HD13 1:A:120:ILE:O 2.16 0.45
2:B:368:VAL:O 2:B:377:LEU:HD23 2.17 0.45
2:B:456:VAL:HG13 2:B:457:SER:N 2.32 0.45
3:C:402:VAL:HG13 3:C:502:PRO:CG 2.45 0.45
5:E:84: THR:HA 5:E:418:GLU:OE1 2.17 0.45
5:E:150:PHE:CD1 5:E:472:PHE:HE?2 2.35 0.45
5:E:255:PRO:HG3 5:E:336:LEU:CB 2.47 0.45
6:F:342:ASP:CG 6:F:345:PRO:HG2 2.38 0.45
6:F:399:LEU:O 6:F:399:LEU:HD12 2.17 0.45
6:F:491:VAL:HG12 6:F:492:ASP:H 1.82 0.45
7:G:159:GLU:O 7:G:179:VAL:HG11 2.17 0.45
8:H:62:ILE:HD13 8:H:63:ILE:N 2.32 0.45
8:H:252:CYS:HB2 8:H:343:ARG:N 2.32 0.45
8:H:332:LEU:O 8:H:335:VAL:HB 2.17 0.45
8:H:335:VAL:HG13 8:H:379:SER:CB 2.46 0.45
1:1:129:PHE:N 1:1:129:PHE:CD2 2.84 0.45
1:I:218:LEU:HD23 1:1:385:1ILE:HG12 1.98 0.45
2:J:32:LEU:HD12 6:N:532:GLU:OE2 2.17 0.45
2:J:222:GLN:HB3 2:J:223:PRO:HD2 1.98 0.45
3:K:222:GLY:HA3 3:K:368:LEU:O 2.17 0.45
4:1:418:GLU:HG2 4:1:451:PRO:HD3 1.98 0.45
6:N:539:SER:HB2 6:N:542:LYS:HD3 1.99 0.45
7:0:204:1ILE:HA 7:0:205:PRO:HD3 1.79 0.45
8:P:134:ALA:O 8:P:138: THR:HG23 2.17 0.45
1:A:120:1LE:HG21 1:A:125:ILE:CG1 2.47 0.44
2:B:203:LEU:O 2:B:204:SER:OG 2.30 0.44
2:B:411:MET:HG2 2:B:411:MET:H 1.53 0.44
3:C:495:VAL:HG23 3:C:500: TRP:CH2 2.49 0.44
4:D:147:ARG:O 4:D:151:VAL:HG23 2.16 0.44
4:D:238:GLN:HE22 | 4:D:318:ARG:NHI1 2.15 0.44
4:D:299:ASP:0OD1 4:D:301:ALA:HB3 2.16 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

5:E:84:THR:O 5:E:90:ILE:HD11 2.18 0.44
5:E:184:ALA:O 5:E:188:LEU:CB 2.64 0.44
6:F:83:GLN:OE1 6:F:515:ASN:ND2 2.50 0.44
6:F:122:PHE:CD1 6:F:447:PHE:HD1 2.35 0.44
6:F:231:ALA:O 6:F:351:SER:OG 2.22 0.44
6:F:539:SER:HB2 6:F:542:LYS:HD3 2.00 0.44
7:G:438:ILE:N 7:G:438:1LE:HD12 2.32 0.44
3:K:250:LEU:CG 3:K:301:VAL:CB 2.92 0.44
4:1:181:ILE:HD11 4:1.:375:VAL:HG23 1.98 0.44
4:1.:524:1LE:CB 7:0:52:LEU:O 2.64 0.44
6:N:122:PHE:CD1 6:N:447:PHE:HD1 2.35 0.44
6:N:167:THR:CB 6:N:168:GLU:HB3 2.47 0.44
6:N:422:LEU:HD13 | 6:N:517:ILE:HD11 1.98 0.44
7:0:109:MET:SD 7:0:514:THR:CB 3.05 0.44
7:0:123:HIS:ND1 7:0:123:HIS:N 2.65 0.44
&:P:428:ILE:CD1 8:P:478:LEU:HD13 2.48 0.44
1:A:221:GLY:HA2 1:A:382:SER:CB 2.42 0.44
1:A:419:VAL:HG13 | 1:A:425:VAL:HG21 1.98 0.44
1:A:433:LEU:O 1:A:437:ALA:CA 2.64 0.44
2:B:37:LEU:CB 2:B:444:LEU:HD13 2.47 0.44
5:E:271:1LE:CB 5:E:362:1LE:HA 2.48 0.44
5:E:387:-THR:HA 5:E:388: THR:HA 1.61 0.44
6:F:153:VAL:CB 6:F:507: TRP:CB 2.94 0.44
6:F:433:LYS:HG3 6:F:444:.1LE:CG2 2.46 0.44
7:G:109:MET:SD 7:G:514:THR:CB 3.05 0.44
7:G:241:ILE:HD12 | 7:G:330:VAL:HG21 1.98 0.44
8:H:256:ILE:HD13 8:H:280:GLU:OE1 2.17 0.44
1:1:112:ALA:HB1 1:1:539:LEU:HD21 1.98 0.44
2:J:370:ARG:O 2:J:372:ALA:N 2.50 0.44
3:K:414:PRO:HG2 3:K:481: THR:CG2 2.47 0.44
4:L:521:ILE:CG2 7:0:52:LEU:N 2.78 0.44
5:M:73:ILE:O 5:M:74:LEU.HD22 2.17 0.44
5:M:84:THR:HA 5:M:418:GLU:OE1 2.17 0.44
6:N:90:GLY:O 6:N:94:VAL:CG2 2.34 0.44
6:N:214:VAL:HG22 | 6:N:377:THR:0G1 2.18 0.44
7:0:159:GLU:O 7:0:179:VAL:HG11 2.17 0.44
7:0:241:1LE:HD12 7:0:330:VAL:CG2 2.48 0.44
8:P:62:ILE:HD13 8:P:63:ILE:N 2.32 0.44
4:D:370:ASN:O 4:D:373:PRO:HD3 2.18 0.44
5:E:267:VAL:HG12 5:E:268:LYS:N 2.32 0.44
5:E:351:LEU:HD22 5:E:352:GLU:H 1.82 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
6:F:108:PHE:C 6:F:108:PHE:CD1 2.90 0.44
7:G:329:ALA:HA 7:G:371:ALA:HB1 1.98 0.44
7:G:452:GLN:CD 7:G:452:GLN:H 2.21 0.44
8:H:428:1LE:CD1 8:H:478:LEU:HD13 2.48 0.44
2:J:224:LYS:O 2:J:343:ILE:HA 2.16 0.44
3:K:457:.ILE:HD13 3:K:467:LEU:CD1 2.19 0.44
5:M:189:GLY:O 5:M:190:SER:HB2 2.17 0.44
5:M:340:LEU:HD23 5:M:340:LEU:H 1.81 0.44
5:M:450:-MET:HE3 5:M:454:VAL:CG2 2.47 0.44
6:N:330:LEU:HB3 6:N:375:SER:OG 2.17 0.44
7:0:244:LEU:HB3 7:0:246:VAL:HG22 1.99 0.44
1:A:90:GLN:HE21 1:A:527:SER:HB3 1.83 0.44
2:B:42:MET:-HE3 2:B:42:MET:HA 2.00 0.44
2:B:417:- THR:HG23 2:B:418:GLU:N 2.33 0.44
3:C:515:GLU:CD 8:H:389:ALA:HB3 2.38 0.44
4:D:12:LYS:HZ2 7:G:73:LEU:HD22 1.82 0.44
4:D:209:MET:HE3 | 4:D:375:VAL:HG11 2.00 0.44
4:D:313:VAL:HG11 | 4:D:361:VAL:HG21 1.99 0.44
5:E:37:ASN:HB2 6:N:114:HIS:HA 2.00 0.44
5:E:340:LEU:HD23 5:E:340:LEU:H 1.81 0.44
6:F:101:LEU:O 6:F:101:LEU:HD23 2.17 0.44
8:H:134:ALA:O 8:H:138: THR:HG23 2.17 0.44
1:1:54:VAL:HG12 1:1:56:ASP:N 2.29 0.44
1:1:91:ASP:HA 1:1:95:GLY:HA2 2.00 0.44
4:1:417:PRO:O 4:1:421:1LE:HG12 2.16 0.44
6:N:101:LEU:O 6:N:101:LEU:HD23 2.17 0.44
6:N:159:LEU:CA 6:N:164:ALA:HB2 2.41 0.44
8:P:101:ASN:N 8:P:101:ASN:HD22 2.16 0.44
8:P:209:VAL:CG2 8:P:386:LEU:HD11 2.35 0.44
&:P:332:LEU:O 8:P:335:VAL:HB 2.17 0.44
1:A:62:VAL:O 1:A:397:GLU:HG3 2.17 0.44
1:A:120:ILE:CG2 1:A:121:HIS:N 2.81 0.44
3:C:463:ASP:O 3:C:467:LEU:HB2 2.18 0.44
4:D:181:ILE:HD11 | 4:D:375:VAL:HG23 1.98 0.44
5:E:276:PHE:HB3 5:E:327:PHE:HA 2.00 0.44
5:E:456:GLU:HA 5:E:456:GLU:OE2 2.17 0.44
6:F:36:ASN:HB3 6:F:57:LYS:HZ3 0.68 0.44
6:F:89:ASP:0OD1 9:F:601:ADP:O1B 2.35 0.44
6:F:114:HIS:CD2 5:M:37:ASN:HD22 2.35 0.44
6:F:330:LEU:HB3 6:F:375:SER:OG 2.17 0.44
7:G:226:TYR:CE1 7:G:229:PHE:CB 3.00 0.44

Continued on next page...




Page 145

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
7:G:241:ILE:HD12 7:G:330:VAL:CG2 2.48 0.44
7:G:244:LEU:HB3 | 7:G:246:VAL:HG22 1.99 0.44
&:H:6:PRO:CB 8:H:7:GLN:CA 2.93 0.44
8:H:424:GLY:O &:H:428:1LE:HG13 2.18 0.44
1:1:183:ALA:CB 1:1:383:SER:HB2 2.47 0.44
2:J:74:ALA:O 2:J:78:VAL:HG23 2.17 0.44
2:J:243:VAL:HG12 2:J:245:1LE:N 2.29 0.44
4:1:134:ILE:HB 4:1.:421:1ILE:CD1 2.48 0.44
4:1.:219:ALA:HB1 4:1.:221:LYS:HZ3 1.83 0.44
4:1.:238:GLN:HE22 4:1.:318:ARG:NH1 2.15 0.44
4:1:370:ASN:O 4:1:373:PRO:HD3 2.18 0.44
5:M:340:LEU:HA 5:M:341:PRO:HD3 1.83 0.44
5:M:373:LYS:HE2 6:N:311:LYS:NZ 2.31 0.44
6:N:141: THR:CB 6:N:409:LYS:HG3 2.45 0.44
6:N:503:ILE:O 6:N:503:ILE:HG22 2.18 0.44
7:0:170:LEU:O 7:0:170:LEU:CD2 2.58 0.44
7:0:186:VAL:HG21 | 7:0:400:VAL:HG22 1.98 0.44
8:P:113:VAL:CG1 8:P:451:GLN:HG3 2.37 0.44
8:P:155:ASP:HB3 8:P:156:LYS:H 1.48 0.44
8:P:256:ILE:HD13 8:P:280:GLU:OE1 2.17 0.44
8:P:329:LEU:HD23 8:P:329:LEU:O 2.17 0.44
1:A:17:GLY:HA2 1:A:546:THR:O 2.18 0.44
1:A:112:ALA:HBI1 1:A:539:LEU:HD21 1.98 0.44
2:B:36: THR:HG22 2:B:42:MET:O 2.18 0.44
2:B:186:GLY:HA2 2:B:187:SER:HA 1.47 0.44
2:B:389:SER:O 2:B:393:GLN:HG3 2.17 0.44
4:D:7:SER:HA 7:G:35:ALA:HB1 2.00 0.44
4:D:273:ASN:ND2 | 7:G:268:GLN:HE22 2.15 0.44
5:E:429:VAL:O 5:E:432:ASN:HB2 2.18 0.44
6:F:166:LEU:CD2 6:F:205:LYS:HA 2.47 0.44
8:H:113:VAL:CG1 8:H:451:GLN:HG3 2.37 0.44
1:1:16:GLY:CA 1:1:548:ASP:HB3 2.44 0.44
1:1:17:GLY:HA2 1:1:546: THR:O 2.18 0.44
1:1:90: GLN:HE21 1:1:527:SER:HB3 1.83 0.44
1:1:120:ILE:CG2 1:1:121:HIS:N 2.81 0.44
1:1:532:LEU:O 1:1:536: VAL:HG23 2.16 0.44
1:1:538:ILE:HA 1:1:541:ILE:HD12 2.00 0.44
2:J:8:ASP:N 2:J:8:ASP:0OD1 2.51 0.44
2:J:250:PHE:CB 6:N:250:GLY:O 2.65 0.44
3:K:219:VAL:HG13 | 3:K:379:ILE:HD12 1.99 0.44
5:M:314:LYS:HZ1 5:M:338:ASN:HA 1.82 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
6:N:209:PHE:CE2 6:N:376:CYS:SG 2.97 0.44
6:N:430:ASN:CA 6:N:433:LYS:HB2 2.48 0.44
7:0:454:CYS:HB2 7:0:461:ALA:HB1 1.98 0.44
1:A:120:ILE:HG21 1:A:125:1ILE:HG12 2.00 0.44
2:B:482:MET:SD 2:B:487:ILE:HB 2.58 0.44
3:C:114:LYS:CA 3:C:115:ASN:CB 2.94 0.44
3:C:306:GLN:C 3:C:310:LEU:HG 2.37 0.44
5:E:535:LYS:HD2 5:E:535:LYS:C 2.38 0.44
6:F:79:ALA:HB1 6:F:523:ILE:HD11 1.98 0.44
7:G:396:ALA:O 7:G:397:ILE:C 2.55 0.44
1:1:120:ILE:HG21 1:1:125:ILE:CG1 2.48 0.44
1:1:419:VAL:HA 1:1:420:PRO:HD3 1.86 0.44
2:J:231:1LE:H 2:J:231:ILE:HG12 1.60 0.44
5:M:351:LEU:HD22 5:M:352:GLU:H 1.83 0.44
6:N:83:GLN:OE1 6:N:515:ASN:ND2 2.51 0.44
6:N:195:GLU:HG2 6:N:197-MET:CE 2.48 0.44
8:P:15:LYS:HG3 8:P:16:GLN:H 1.83 0.44
1:A:350:PHE:HE2 1:A:354:TYR:CB 2.16 0.44
1:A:458:ILE:HD12 1:A:458:ILE:H 1.82 0.44
3:C:28:ALA:HB2 3:C:74:ALA:O 2.18 0.44
4:D:134:1LE:HB 4:D:421:ILE:CD1 2.48 0.44
4:D:234:ILE:HB 4:D:345:ASP:HB2 2.00 0.44
5:E:492:1LE:CD1 2:J:115:ILE:HG12 2.45 0.44
6:F:174:VAL:O 6:F:178: VAL:HG23 2.18 0.44
7:G:123:HIS:ND1 7:G:123:HIS:N 2.65 0.44
8:H:243:LYS:HD3 8:H:243:LYS:HA 1.87 0.44
8:H:393:ASN:O 8:H:397:.ILE:HG13 2.18 0.44
2:J:37:LEU:CB 2:J:444.LEU:HD13 2.47 0.44
2:J:92:THR:HA 2:J:95:VAL:HG23 2.00 0.44
2:J:482:MET:SD 2:J:487:1LE:HB 2.57 0.44
5:M:255:PRO:HG3 5:M:336:LEU:CB 2.47 0.44
6:N:124:1LE:HB 6:N:444:1LE:CD1 2.48 0.44
6:N:370:ASN:N 6:N:370:ASN:HD22 2.14 0.44
6:N:422:LEU:O 6:N:426:LEU:HB2 2.17 0.44
7:0:162:ALA:CB 7:0:179:VAL:HG13 2.47 0.44
7:0:282:LEU:HD23 7:0:303:ALA:O 2.17 0.44
1:A:129:PHE:CB 1:A:532:LEU:HD21 2.48 0.44
1:A:143:VAL:HG11 | 1:A:425:VAL:HG22 1.99 0.44
1:A:185:LEU:HD23 1:A:185:LEU:HA 1.85 0.44
1:A:267:PRO:CA 1:A:268:GLU:CB 2.95 0.44
2:B:231:ILE:HG22 2:B:232:LEU:H 1.83 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:234:ALA:HA 2:B:325:VAL:HB 1.99 0.44
2:B:237:THR:N 2:B:287:ARG:HD2 2.28 0.44
2:B:459:LEU:HD13 | 2:B:472:LEU:HD23 2.00 0.44
4:D:485:ARG:H 4:D:485:ARG:CD 2.27 0.44
5:E:107:LEU:CD2 5:E:544:LEU:HG 2.35 0.44
6:F:167:-THR:CA 6:F:168:GLU:CB 2.95 0.44
6:F:178:VAL:HG21 6:F:402:VAL:CG1 2.47 0.44
6:F:190:ASP:0O 6:F:193:MET:HG2 2.18 0.44
6:F:238:VAL:HG22 6:F:239:SER:H 1.83 0.44
6:F:451:LEU:O 6:F:455:PRO:CG 2.66 0.44
7:G:400:VAL:O 7:G:404:LEU:HB2 2.17 0.44
1:1:16:GLY:HA3 1:1:548:ASP:CB 2.45 0.44
1:1:267:PRO:CA 1:1:268:GLU:CB 2.95 0.44
2:J:100:ALA:O 2:J:104:ARG:HG3 2.18 0.44
2:J:389:SER:O 2:J:393:GLN:HG3 2.17 0.44
2:J:401:VAL:HG22 2:J:402:LEU:N 2.33 0.44
3:K:50:ASP:OD1 3:K:54:GLY:HA3 2.18 0.44
3:K:350:THR:O 3:K:350: THR:HG22 2.18 0.44
3:K:483:GLY:O 3:K:491:1ILE:HB 2.18 0.44
4:1:379:ILE:HD12 4:1:379:ILE:N 2.33 0.44
5:M:150:PHE:CD1 5:M:472:PHE:HE2 2.35 0.44
6:N:143:LEU:CD1 6:N:145:ASN:CB 2.96 0.44
6:N:280:LEU:CD1 6:N:343:LEU:HD11 2.48 0.44
7:0:382:ALA:O 7:0:386:ILE:HG13 2.18 0.44
7:0:454:CYS:CB 7:0:461:ALA:HA 2.48 0.44
2:B:100:ALA:O 2:B:104:ARG:HG3 2.18 0.43
2:B:102:LEU:HD23 2:B:102:LEU:C 2.39 0.43
3:C:467:LEU:HD21 3:C:491:ILE:CG2 2.46 0.43
3:C:523:VAL:HG22 8:H:54:ILE:CD1 2.48 0.43
4:D:125:GLN:HB2 7:G:173:ASN:ND2 2.32 0.43
5:E:142:HIS:CD2 5:E:144:1LE:HB 2.53 0.43
5:E:314:LYS:HZ1 5:E:338:ASN:HA 1.83 0.43
5:E:346:VAL:O 5:E:347:GLY:C 2.57 0.43
6:F:105:ALA:HA 6:F:108:PHE:CE2 2.54 0.43
6:F:195:GLU:OE1 6:F:197:-MET:CE 2.65 0.43
6:F:422:LEU:O 6:F:426:LEU:HB2 2.17 0.43
7:G:62:ILE:O 7:G:62:ILE:HG23 2.17 0.43
7:G:303:ALA:O 7:G:307:PHE:CD2 2.70 0.43
7:G:454:CYS:HB2 7:G:461:ALA:HB1 1.98 0.43
8:H:71:MET:O 8:H:75:LEU-HG 2.17 0.43
1:1:120:ILE:HG21 1:1:125:ILE:HG12 2.00 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:143:VAL:HG11 1:1:425:VAL:HG22 1.99 0.43
3:K:28:ALA:HB2 3:K:74:ALA:O 2.18 0.43
3:K:35:ILE:C 3:K:37:THR:H 2.21 0.43
3:K:174:LEU:HG 3:K:219:VAL:CG2 2.47 0.43
5:M:132:GLN:HA 5:M:132:GLN:NE2 2.32 0.43
6:N:342:ASP:CG 6:N:345:PRO:HG2 2.38 0.43
7:0:62:ILE:O 7:0:62:ILE:HG23 2.17 0.43
7:0:249:GLU:O 7:0:250:LEU:C 2.55 0.43
8:P:6:PRO:CB :P:7:GLN:HG3 2.38 0.43
8:P:291:.1LE:HD12 8:P:347:PRO:HG2 1.96 0.43
1:A:12:THR:CG2 5:E:97:ASP:H 2.24 0.43
2:B:88:VAL:HG12 2:B:89:GLY:N 2.32 0.43
2:B:370:ARG:O 2:B:372:ALA:N 2.50 0.43
3:C:35:ILE:C 3:C:37.:THR:H 2.22 0.43
3:C:51:PRO:O 3:C:52:MET:CG 2.63 0.43
3:C:219:VAL:O 3:C:219:VAL:HG12 2.18 0.43
3:C:441:PRO:O 3:C:444:ALA:HB3 2.18 0.43
5:E:396:GLU:HA 5:E:397:GLN:HA 1.53 0.43
5:E:450:MET:HE3 5:E:454:VAL:CG2 2.47 0.43
6:F:538:ARG:CG 6:F:538:ARG:NH1 2.72 0.43
7:G:30:ILE:O 7:G:33:CYS:HB3 2.19 0.43
7:G:346:LEU:HD23 7:G:346:LEU:N 2.33 0.43
&:H:15:LYS:HG3 8:H:16:GLN:H 1.83 0.43
1:1:25:ILE:HG22 1:1:26:ARG:N 2.32 0.43
3:K:48:LEU:HD21 3:K:64:ILE:HD13 1.99 0.43
3:K:114:LYS:CA 3:K:115:ASN:CB 2.94 0.43
3:K:467:LEU:HD21 3:K:491:ILE:CG2 2.46 0.43
4:1.:94: THR:HG23 9:1:601:ADP:O3B 2.18 0.43
4:1.:236:LEU:O 4:1.:332:PRO:HA 2.18 0.43
5:M:276:PHE:HB3 5:M:327:PHE:HA 2.00 0.43
9:M:601:ADP:C8 9:M:601:ADP:C4’ 3.01 0.43
6:N:190:ASP:O 6:N:193:MET:HG2 2.18 0.43
6:N:234:LEU:HD12 | 6:N:280:LEU:HD11 2.00 0.43
7:0:492:PHE:CB 7:0:497: TRP:HZ2 2.31 0.43
1:A:532:LEU:HD22 1:A:536:VAL:CG2 2.48 0.43
9:B:601:ADP:O1A 9:B:601:ADP:03’ 2.29 0.43
3:C:10:ALA:HA 3:C:11:SER:HA 1.59 0.43
3:C:48:LEU:HD21 3:C:64:ILE:HD13 1.99 0.43
3:C:162:LYS:C 3:C:164:VAL:H 2.22 0.43
3:C:318:ARG:O 3:C:319:ARG:C 2.56 0.43
3:C:457:ILE:HD13 3:C:467:LEU:CD1 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
3:C:508:GLN:CG 8:H:215:GLY:HA2 2.46 0.43
4:D:146:ASP:HB2 4:D:149:GLN:HB2 2.00 0.43
4:D:184:GLU:HA 4:D:187:LYS:HG2 2.00 0.43
6:F:147:ARG:HH22 6:F:409:LYS:HA 1.84 0.43
6:F:280:LEU:CD1 6:F:343:LEU:HD11 2.48 0.43
7:G:448:VAL:HA 7:G:451:ARG:HB2 2.00 0.43
1:1:494:ARG:CB 1:1:496:SER:H 2.21 0.43
2:J:36: THR:HG22 2:J:42:MET:O 2.18 0.43
2:J:146:LYS:HD3 2:J:146:LYS:N 2.33 0.43
3:K:209:ILE:HG23 3:K:382:ARG:HA 1.99 0.43
3:K:463:ASP:O 3:K:467:LEU:HB2 2.18 0.43
4:L:517:SER:O 4:1:521:1LE:HG13 2.19 0.43
5:M:346:VAL:O 5:M:347:GLY:C 2.57 0.43
6:N:11:GLU:N 6:N:11:GLU:OE2 2.52 0.43
6:N:83:GLN:HB2 6:N:91: THR:HG22 2.00 0.43
6:N:105:ALA:HA 6:N:108:PHE:CE2 2.54 0.43
6:N:362:GLU:CG 6:N:364:PHE:CE2 2.93 0.43
7:0:165:ALA:CB 7:0:399:ILE:HG21 2.46 0.43
7:0:409:ILE:CG2 7:0:410:VAL:H 2.28 0.43
7:0:452:GLN:CD 7:0:452:GLN:H 2.21 0.43
8:P:250:PHE:N 8:P:250:PHE:CD2 2.86 0.43
8:P:311:HIS:CG 8:P:312:TYR:N 2.86 0.43
8:P:338:ALA:N 8:P:353:GLY:HA3 2.33 0.43
8:P:393:ASN:O 8:P:397:ILE:HG13 2.18 0.43
1:A:118:ASN:O 1:A:119:LYS:CG 2.65 0.43
1:A:538:ILE:HA 1:A:541:ILE:HD12 2.00 0.43
2:B:5:ILE:O 3:C:70:VAL:HA 2.18 0.43
2:B:146:LYS:HD3 2:B:146:LYS:N 2.33 0.43
3:C:129:LEU:HD21 3:C:511:LYS:HA 2.00 0.43
4:D:242:SER:HB3 4:D:298:ASN:HB2 2.00 0.43
4:D:518:ILE:HA 4:D:521:1LE:HD12 2.01 0.43
6:F:171: THR:CB 6:F:172:PRO:HD3 2.48 0.43
6:F:209:PHE:HZ 6:F:211:LYS:HD2 1.83 0.43
6:F:214:VAL:HG22 | 6:F:377:THR:OG1 2.18 0.43
7:G:82:THR:HG21 7:G:517:ILE:HD11 1.99 0.43
7:G:454:CYS:CB 7:G:461:ALA:HA 2.48 0.43
7:G:492:PHE:CB 7:G:497:- TRP:HZ2 2.31 0.43
&:H:311:HIS:CG 8:H:312:TYR:N 2.86 0.43
1:1:351:GLU:N 1:1:351:GLU:OE2 2.51 0.43
2:J:32:LEU:HG 6:N:532:GLU:CD 2.37 0.43
3:K:310:LEU:HD21 | 3:K:316:VAL:HG22 1.99 0.43
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3:K:318:ARG:O 3:K:319:ARG:C 2.56 0.43
4:1L:72:HIS:CD2 &:P:15:LYS:HZ2 2.37 0.43
4:1.:161:LYS:HA 4:1.:161:LYS:HD2 1.66 0.43
5:M:142:HIS:CD2 5:M:144:1LE:HB 2.53 0.43
5:M:271:1LE:CB 5:M:362:ILE:HA 2.48 0.43
6:N:171:THR:CB 6:N:172:PRO:HD3 2.48 0.43
6:N:185:GLN:HB3 6:N:407:LYS:HD3 2.00 0.43
6:N:195:GLU:OE1 6:N:197:-MET:CE 2.65 0.43
6:N:195:GLU:CD 6:N:197:-MET:SD 2.97 0.43
6:N:221:HIS:HA 6:N:222:PRO:HD3 1.92 0.43
8:P:467:ALA:HB2 8:P:493:ASP:CB 2.49 0.43
1:A:177:SER:O 1:A:181:VAL:HG23 2.19 0.43
2:B:169:ASP:HB2 2:B:172:HIS:HB2 2.00 0.43
2:B:226:ILE:HG13 2:B:282:ASN:OD1 2.18 0.43
3:C:61:GLY:CA 3:C:94:THR:HG22 2.49 0.43
3:C:152:LYS:HG2 3:C:176:LEU:HG 2.01 0.43
4:D:30:SER:HA 4:D:33:ASP:CG 2.37 0.43
4:D:66:LYS:HA 4:D:66:LYS:HD2 1.62 0.43
4:D:248:THR:O 4:D:250:ASN:OD1 2.37 0.43
4:D:461:ASN:CB 4:D:464:LYS:HG2 2.47 0.43
5:E:373:LYS:HE2 6:F:311:LYS:HZ3 1.83 0.43
6:F:324:ASN:HA 6:F:327:ARG:HB2 2.00 0.43
8:H:250:PHE:N 8:H:250:PHE:CD2 2.86 0.43
8:H:333:CYS:SG &:H:339: THR:HA 2.59 0.43
8:H:464:ALA:HB2 8:H:474:VAL:HG11 2.00 0.43
1:1:54:VAL:HB 7:0:525:THR:HA 2.00 0.43
1:.I.73:LEU:O 1:1:74:ASP:0OD1 2.36 0.43
1:1:86:LEU:HD23 1:1:86: LEU:C 2.39 0.43
1:1:187:VAL:CG1 1:1:382:SER:H 2.31 0.43
1:1:460:LYS:O 1:1:464:VAL:HG23 2.18 0.43
2:J:102:LEU:HD23 2:J:102:LEU:C 2.39 0.43
2:J:422:1LE:CB 2:J:427:SER:CB 2.79 0.43
2:J:459:LEU:HD13 2:J:472:LEU:HD23 2.00 0.43
2:J:515:1LE:O 3:K:48:LEU:HA 2.19 0.43
3:K:9:ASN:HB2 8:P:78:VAL:HG13 2.00 0.43
4:1.:22:LYS:O 4:1.:26:1LE:HG13 2.19 0.43
5:M:73:ILE:HG12 5:M:83:ILE:CG1 2.44 0.43
7:0:51:1ILE:HD12 7:0:69:ILE:HD11 2.01 0.43
7:0:130:ARG:HA 7:0:130:ARG:HE 1.84 0.43
7:0:452:GLN:O 7:0:456:ASN:N 2.49 0.43
1:A:54:VAL:HG12 1:A:56:ASP:N 2.30 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:187:VAL:CG1 1:A:382:SER:H 2.30 0.43
1:A:224:LEU:CD1 1:A:226:CYS:CB 2.90 0.43
1:A:460:LYS:O 1:A:464:VAL:HG23 2.18 0.43
2:B:45:LEU:HD12 6:F:533:LEU:HD13 2.00 0.43
2:B:401:VAL:HG22 2:B:402:LEU:N 2.33 0.43
3:C:209:ILE:HG23 3:C:382:ARG:HA 2.00 0.43
3:C:229:VAL:HG11 3:C:234:MET:CE 2.49 0.43
5:E:33:LYS:O 5:E:33:LYS:HG2 2.19 0.43
5:E:73:ILE:O 5:E:74:LEU:HD22 2.18 0.43
5:E:127:SER:O 5:E:128:ALA:C 2.57 0.43
6:F:114:HIS:ND1 6:F:115:PRO:HD2 2.34 0.43
6:F:221:HIS:CD2 6:F:224:MET:SD 3.09 0.43
6:F:430:ASN:C 6:F:432:ASN:H 2.22 0.43
7:G:130:ARG:HA 7:G:130:ARG:HE 1.84 0.43
7:G:162:ALA:CB 7:G:179:VAL:HG13 2.47 0.43
7:G:166:MET:O 7:G:171:ILE:HB 2.18 0.43
7:G:382:ALA:O 7:G:386:ILE:HG13 2.18 0.43
8:H:155:ASP:HB3 &:H:156:LYS:H 1.48 0.43
2:J:329:PHE:CD2 2:J:329:PHE:O 2.53 0.43
3:K:152:LYS:HG2 3:K:176:LEU-HG 2.01 0.43
4:1.:146:ASP:HB2 4:1.:149:GLN:HB2 2.01 0.43
5:M:262:GLU:HA 5:M:263:GLY:HA2 1.67 0.43
5:M:431:ARG:HA | 5:M:434:VAL:HG12 2.01 0.43
6:N:527:LEU:HA 6:N:527:LEU:HD23 1.71 0.43
7:0:83:LEU:HA 7:0:86:ILE:HD11 2.01 0.43
8:P:35:ILE:HG23 8:P:85:LEU:HD12 2.01 0.43
8:P:333:CYS:SG 8:P:339:THR:HA 2.59 0.43
8:P:420:LEU:HD23 8:P:421:PRO:HD2 2.01 0.43
8:P:424:GLY:O Q:P:428:1LE:HG13 2.18 0.43
1:A:86:LEU:HD23 1:A:86:LEU:C 2.39 0.43
1:A:90:GLN:HG3 1:A:101:VAL:CG2 2.19 0.43
1:A:350:PHE:O 1:A:351:GLU:OE2 2.36 0.43
1:A:396:ASP:O 1:A:399:GLU:HB3 2.19 0.43
1:A:434:ASP:O 1:A:438: THR:HG23 2.19 0.43
2:B:8:ASP:N 2:B:8:ASP:0OD1 2.51 0.43
2:B:490:SER:HB2 2:B:492:LYS:CE 2.49 0.43
3:C:174:LEU:HD21 | 3:C:379:ILE:HG21 2.01 0.43
3:C:341:GLU:OE2 8:H:281:GLU:OE2 2.37 0.43
4:D:461:ASN:HB3 4:D:464:LYS:CG 2.48 0.43
6:F:390:GLN:HE21 6:F:390:GLN:HA 1.84 0.43
6:F:419:TYR:O 6:F:422:LEU:HB2 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
7:G:516:LEU:CD2 7:G:517:ILE:N 2.68 0.43
&:H:101:ASN:N &:H:101:ASN:HD22 2.16 0.43
8:H:467:ALA:HB2 8:H:493:ASP:CB 2.49 0.43
8:H:523: THR:HA 8:H:526:PHE:HD2 1.83 0.43
2:J:417:-THR:HG23 2:J:418:GLU:N 2.33 0.43
3:K:306:GLN:C 3:K:310:LEU:HG 2.37 0.43
4:1.:58:SER:HA 4:1.:392:ARG:HH12 1.84 0.43
4:1.:469:LEU:HD23 4:1.:469:LEU:HA 1.87 0.43
5:M:429:VAL:O 5:M:432:ASN:HB2 2.18 0.43
7:0:55: THR:HG21 7:0:72:LEU:HD23 2.01 0.43
7:0:132:ALA:HB2 7:0:439:1ILE:HD13 2.01 0.43
7:0:139:LYS:CB 7:0:420:VAL:HG12 2.49 0.43
1:A:66:GLY:HA3 1:A:99:THR:HG22 2.01 0.43
1:A:431:1LE:HG21 1:A:482:ALA:HA 2.01 0.43
2:B:243:VAL:HG12 2:B:245:1LE:N 2.29 0.43
2:B:326:VAL:HG13 3:C:304:LEU:CD2 2.48 0.43
3:C:310:LEU:HD21 | 3:C:316:VAL:HG22 1.99 0.43
4:D:55:ILE:HD12 &:H:80:PRO:HB3 2.01 0.43
4:D:58:SER:HA 4:D:392:ARG:HH12 1.84 0.43
5:E:364:PRO:HG3 6:F:307:ASP:CB 2.49 0.43
6:F:195:GLU:HG2 6:F:197-MET:CE 2.48 0.43
6:F:420:1ILE:CG2 6:F:482:ASP:CG 2.86 0.43
7:G:234:LYS:HA 7:G:234:LYS:HD3 1.34 0.43
8:H:335:VAL:HG23 | 8:H:381:THR:0G1 2.19 0.43
1:1:129:PHE:CB 1:1:532:LEU:HD21 2.48 0.43
1:1:187:VAL:O 1:1:381:SER:CA 2.67 0.43
1:1:256:MET:-HE3 1:1:260: VAL:O 2.19 0.43
1:1:267:PRO:HB2 1:1:269: GLN:CB 2.49 0.43
2:J:60:GLY:H 2:J:93: THR:HG22 1.83 0.43
2:J:350:GLU:H 2:J:350:GLU:HG2 1.37 0.43
4:1.:523:ASP:C 7:0:51:ILE:HG23 2.37 0.43
5:M:33:LYS:O 5:M:33:LYS:HG2 2.19 0.43
5:M:87:GLY:HA3 | 5:M:120:THR:HG22 2.01 0.43
5:M:447:GLU:HG2 5:M:479:ILE:HB 2.01 0.43
6:N:32:VAL:HA 6:N:44:LYS:HZ2 1.84 0.43
6:N:114:HIS:ND1 6:N:115:PRO:HD2 2.34 0.43
6:N:160: THR:N 6:N:164:ALA:HB3 2.31 0.43
7:0:101:VAL:HG22 7:0:506:ALA:HA 2.01 0.43
8:P:335:VAL:HG23 | &8:P:381:THR:0G1 2.19 0.43
1:A:129:PHE:N 1:A:129:PHE:HD2 2.17 0.43
1:A:345:GLU:HA 1:A:346:GLY:HA2 1.67 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:351:GLU:N 1:A:351:GLU:OE2 2.52 0.43
2:B:92:THR:HA 2:B:95:VAL:HG23 2.00 0.43
3:C:35:ILE:CD1 3:C:65:LEU:HG 2.47 0.43
3:C:108:ALA:N 3:C:109:PRO:CD 2.81 0.43
4:D:22:LYS:0O 4:D:26:ILE:HG13 2.19 0.43
4:D:134:ILE:HB 4:D:421:1ILE:HD13 2.01 0.43
4:D:325:SER:HB3 4:D:332:PRO:CG 2.49 0.43
5:E:87:GLY:HA3 5:E:120: THR:HG22 2.01 0.43
5:E:245:LEU:HD22 5:E:245:LEU:HA 1.80 0.43
5:E:447:GLU:HG2 5:E:479.1LE:HB 2.01 0.43
6:F:81:ALA:O 6:F:82:ALA:C 2.57 0.43
6:F:83:GLN:HB2 6:F:91: THR:HG22 2.00 0.43
6:F:185:GLN:HB3 6:F:407:LYS:HD3 2.00 0.43
6:F:234:LEU:HD12 | 6:F:280:LEU:HD11 2.00 0.43
6:F:429:ALA:O 6:F:432: ASN:HB2 2.19 0.43
6:F:433:LYS:HB3 6:F:444:1LE:HG13 2.00 0.43
6:F:503:ILE:O 6:F:503:ILE:HG22 2.18 0.43
7:G:17: THR:HG21 7:G:525:THR:O 2.19 0.43
7:G:51:ILE:HD12 7:G:69:ILE:HD11 2.01 0.43
7:G:55: THR:HG21 7:G:72:LEU:HD23 2.01 0.43
7:G:113:LYS:O 7:G:116:LEU:HB2 2.19 0.43
1:I:177:SER:O 1:I:181:VAL:HG23 2.19 0.43
2:J:58:ASN:HD21 2:J:93: THR:HG21 1.84 0.43
2:J:243:VAL:CG1 2:J:245:1ILE:HG13 2.49 0.43
3:K:219:VAL:O 3:K:219:VAL:HG12 2.18 0.43
3:K:282:LEU:O 3:K:286:GLN:HG3 2.19 0.43
4:1:103:LEU:HD22 | 4:1:515:VAL:HG21 1.99 0.43
4:1.:461:ASN:HB3 4:1.:464:LYS:CG 2.48 0.43
5:M:84:THR:O 5:M:90:ILE:HD11 2.18 0.43
5:M:483:LEU:HD21 9:M:601:ADP:H1’ 2.00 0.43
6:N:81:ALA:O 6:N:82:ALA:C 2.57 0.43
6:N:113:VAL:CB 6:N:118:ILE:HD11 2.47 0.43
6:N:324:ASN:HA 6:N:327:ARG:HB2 2.00 0.43
6:N:451:LEU:O 6:N:455:PRO:CG 2.66 0.43
7:0:82:THR:HG21 7:0:517:1ILE:HD11 1.99 0.43
8:P:482:HIS:C 8:P:484:VAL:N 2.65 0.43
2:B:32:LEU:HD11 6:F:532:GLU:OE2 2.17 0.43
2:B:308:HIS:CE1 2:B:313:GLY:HA3 2.54 0.43
3:C:50:ASP:0OD1 3:C:54:GLY:HA3 2.18 0.43
3:C:350:THR:O 3:C:350: THR:HG22 2.18 0.43
3:C:483:GLY:O 3:C:491:ILE:HB 2.18 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:241:1ILE:HD12 4:D:241:1ILE:N 2.30 0.43
4:D:253:ILE:H 4:D:253:ILE:HG12 1.64 0.43
4:D:328:LEU:O 4:D:345:ASP:CG 2.57 0.43
6:F:5:LEU:HB3 6:F:6:LEU:C 2.39 0.43
6:F:28:GLY:C 6:F:30:GLN:H 2.22 0.43
6:F:221:HIS:HB2 6:F:224:MET:CG 2.43 0.43
8:H:77:ILE:H 8:H:77ILE:CD1 2.26 0.43
8:H:420:LEU:HD23 | 8:H:421:PRO:HD2 2.01 0.43
1:1:281:VAL:O 1:1:285:VAL:HG23 2.19 0.43
1:1:434:ASP:O 1:1:438: THR:HG23 2.19 0.43
2:J:47:GLN:HE22 2:J:53: THR:N 2.17 0.43
2:J:165:ILE:HG12 6:N:529:LEU:CD1 2.43 0.43
2:J:169:ASP:HB2 2:J:172:HIS:HB2 2.00 0.43
2:J:294:PRO:HA 2:J:297.LEU:HB2 2.00 0.43
2:J:440:LEU:N 2:J:441:PRO:HD2 2.33 0.43
2:J:467:ILE:HA 2:J:468:SER:HA 1.59 0.43
3:K:441:PRO:O 3:K:444:ALA:HB3 2.18 0.43
4:1:184:GLU:HA 4:1:187:LYS:HG2 2.00 0.43
4:1:221:LYS:HE3 4:1:306:SER:CB 2.49 0.43
4:1.:226:PRO:HD2 4:L:311:MET:HG2 2.01 0.43
4:1.:389:GLU:O 4:1.:392:ARG:HD3 2.19 0.43
4:1.:423:ARG:O 4:1:427:-LYS:HG2 2.19 0.43
5:M:310:ILE:HG23 | 5:M:335:LEU:HD23 2.01 0.43
6:N:151:LEU:O 6:N:171: THR:HG21 2.19 0.43
6:N:174:VAL:O 6:N:178:VAL:HG23 2.18 0.43
6:N:420:1ILE:O 6:N:424:ARG:N 2.40 0.43
6:N:426:LEU:HD22 6:N:426:LEU:HA 1.86 0.43
7:0:17:THR:HG21 7:0:525:THR:O 2.19 0.43
R:P:464:ALA:HB2 8:P:474:VAL:HG11 2.00 0.43
1:A:546: THR:HA 5E:75:ILE:HB 2.01 0.42
2:B:294:PRO:HA 2:B:297:LEU:HB2 2.00 0.42
2:B:319:LEU:HD23 2:B:319:LEU:O 2.19 0.42
2:B:440:LEU:N 2:B:441:PRO:HD2 2.33 0.42
3:C:282:LEU:O 3:C:286:GLN:HG3 2.19 0.42
5:E:132: GLN:HA 5:E:132:GLN:NE2 2.33 0.42
5:E:431:ARG:HA 5:E:434:VAL:HG12 2.00 0.42
6:F:143:LEU:CD1 6:F:145:ASN:CB 2.96 0.42
7:G:101:VAL:HG22 7:G:506:ALA:HA 2.01 0.42
7:G:178:PHE:CZ 7:G:389:VAL:HG13 2.53 0.42
7:G:282:LEU:HD12 7:G:283:ARG:N 2.34 0.42
8:H:35:1LE:HG23 8:H:85:LEU:HD12 2.01 0.42
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8:H:302:GLY:HA2 8:H:324:PRO:HD2 2.01 0.42
1:1:543: THR:O 5:M:72:LYS:HB3 2.19 0.42
2:J:218:PHE:HA 2:J:304:ASN:O 2.19 0.42
2:J:319:LEU:HD23 2:J:319:LEU:O 2.19 0.42
3:K:162:LYS:C 3:K:164:VAL:H 2.22 0.42
3:K:237:HIS:C 3:K:238:ILE:HG13 2.40 0.42
4:L:77-MET:O 4:1:81:VAL:HG23 2.18 0.42
4:1:134:ILE:HB 4:1:421:1ILE:HD13 2.01 0.42
4:1,:138:-MET:HE1 4:1:416:ALA:HB1 2.01 0.42
5:M:477:ASP:O 5:M:480:PRO:HD2 2.19 0.42
6:N:92: THR:0G1 9:N:601:ADP:02B 2.35 0.42
6:N:147:ARG:HH22 6:N:409:LYS:HA 1.84 0.42
7:0:236:PHE:O 7:0:239:PRO:HG3 2.19 0.42
8:P:137:PHE:HE2 8:P:434:1LE:HA 1.84 0.42
8:P:318:ILE:HG22 8:P:319:LEU:O 2.19 0.42
2:B:494:LYS:HA 2:B:494:LYS:HD?2 1.79 0.42
4:D:200:VAL:HA 4:D:381:GLY:O 2.18 0.42
4:D:236:LEU:O 4:D:332:PRO:HA 2.18 0.42
4:D:423:ARG:O 4:D:427:LYS:HG2 2.19 0.42
4:D:436:GLN:H 4:D:436:GLN:CD 2.22 0.42
4:D:517:SER:O 4:D:521:1LE:HG13 2.19 0.42
5:E:263:GLY:HA3 5:E:380:ILE:O 2.19 0.42
5:E:466:GLN:HG3 5:E:467:TYR:CD2 2.54 0.42
5:E:485:GLU:HB2 5:E:491:PRO:HG3 2.01 0.42
6:F:143:LEU:HD21 6:F:145:ASN:HB3 1.97 0.42
6:F:430:ASN:CA 6:F:433:LYS:HB2 2.48 0.42
7:G:117:GLU:CD 7:G:117:GLU:N 2.73 0.42
1:1:66:GLY:HA3 1:1:99: THR:HG22 2.01 0.42
2:J:120:ILE:HG23 2:J:124:TYR:CE1 2.54 0.42
2:J:287:ARG:H 2:J:287:ARG:HG2 1.58 0.42
4:1:200:VAL:HA 4:1,:381:GLY:O 2.18 0.42
4:1.:436:GLN:H 4:1.:436:GLN:CD 2.22 0.42
4:1:518:ILE:HA 4:1:521:ILE:HD12 2.01 0.42
5:M:127:SER:O 5:M:128:ALA:C 2.57 0.42
6:N:16:ASP:O 6:N:20:LYS:N 2.46 0.42
6:N:233:VAL:HG12 6:N:294:VAL:CG2 2.49 0.42
6:N:352:GLY:CA 6:N:369:GLU:C 2.48 0.42
6:N:352:GLY:C 6:N:367:VAL:HG12 2.40 0.42
6:N:419:TYR:O 6:N:422:LEU:HB2 2.19 0.42
7:0:36:VAL:CG2 7:0:37:GLN:N 2.83 0.42
7:0:178:PHE:CZ 7:0:389:VAL:HG13 2.53 0.42
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8:P:48:PRO:HG3 8:P:169:SER:HA 2.02 0.42
1:A:17:GLY:HA2 1:A:547:VAL:HA 2.01 0.42
1:A:482:ALA:O 1:A:485:GLN:O 2.37 0.42
2:B:236: THR:HA 2:B:287:ARG:CD 2.50 0.42
3:C:228:ASP:0OD2 3:C:229:VAL:N 2.53 0.42
3:C:291:ARG:N 3:C:292:PRO:CD 2.80 0.42
4:D:72:HIS:CD2 8:H:15:LYS:NZ 2.87 0.42
4:D:232:ALA:O 4:D:234:.1LE:HD12 2.19 0.42
4:D:254:VAL:HG22 8:H:265:VAL:CA 2.34 0.42
5:E:273: THR:HG21 5:E:364:PRO:CA 2.47 0.42
6:F:195:GLU:CD 6:F:197:MET:SD 2.97 0.42
6:F:527:LEU:HD23 6:F:527:LEU:HA 1.71 0.42
7:G:236:PHE:O 7:G:239:PRO:HD3 2.19 0.42
7:G:236:PHE:O 7:G:239:PRO:HG3 2.19 0.42
8:H:35:ILE:CD1 8:H:82:VAL:HA 2.49 0.42
8:H:338:ALA:N 8:H:353:GLY:HA3 2.33 0.42
1:1:363:GLN:HE21 1:1:363: GLN:HB2 1.66 0.42
2:J:226:ILE:HG13 2:J:282:ASN:OD1 2.18 0.42
2:J:490:SER:HB2 2:J:492:LYS:CE 2.49 0.42
2:J:513:ASN:O 2:J:514:.1LE:CD1 2.46 0.42
3:K:61:GLY:CA 3:K:94:THR:HG22 2.49 0.42
5:M:297:LYS:HA 5:M:297:LYS:HD2 1.66 0.42
5:M:320:VAL:HG22 5:M:341:PRO:CD 2.40 0.42
5:M:477:ASP:C 5:M:480:PRO:HD2 2.39 0.42
6:N:430:ASN:C 6:N:432:ASN:H 2.22 0.42
7:0:86:ILE:HG13 7:0:86:ILE:H 1.58 0.42
7:0:346:LEU:HD23 7:0:346:LEU:N 2.33 0.42
8:P:35:ILE:HD13 8:P:82:VAL:HG22 2.00 0.42
8:P:177:ILE:O R:P:181:LEU:HD12 2.19 0.42
8:P:486:GLU:N 8:P:487:PRO:HA 2.34 0.42
1:A:178:ASN:HD21 1:A:182:ASP:CG 2.23 0.42
1:A:183:ALA:CB 1:A:383:SER:HB2 2.47 0.42
1:A:281:VAL:O 1:A:285:VAL:HG23 2.19 0.42
1:A:301:GLY:HA2 1:A:320:ARG:H 1.84 0.42
2:B:218:PHE:HA 2:B:304:ASN:O 2.19 0.42
2:B:326:VAL:HG11 | 3:C:304:LEU:HD13 2.01 0.42
2:B:372:ALA:HA 6:F:519:GLY:HA2 2.01 0.42
4:D:77:-MET:O 4:D:81:VAL:HG23 2.18 0.42
5:E:477:ASP:C 5:E:480:PRO:HD2 2.39 0.42
6:F:6:LEU:HD12 6:F:7:ASN:H 1.85 0.42
6:F:136:PHE:O 6:F:138:ILE:HG13 2.19 0.42
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6:F:209:PHE:CE2 6:F:376:CYS:SG 2.97 0.42
6:F:433:LYS:CG 6:F:444:1LE:HG13 2.48 0.42
6:F:485:GLU:O 6:F:488:TYR:N 2.53 0.42
8:H:137:PHE:HE2 8:H:434:ILE:HA 1.84 0.42
8:H:306:GLY:O 8:H:310:LEU:HB2 2.20 0.42
1:1:17:GLY:HA2 1:1:547:VAL:HA 2.01 0.42
1:1:133:LEU:HG 1:1:532:LEU:HD12 2.01 0.42
1:1:296: VAL:O 1:1:297:LEU:HD23 2.19 0.42
1:1:301:GLY:HA2 1:1:320:ARG:H 1.84 0.42
2:J:3:VAL:HB 2:J:4:GLN:CD 2.40 0.42
2:J:76:VAL:O 2:J:79:ASN:HB2 2.20 0.42
3:K:228:ASP:0D2 3:K:229:VAL:N 2.52 0.42
3:K:229:VAL:HG11 3:K:234:MET:CE 2.49 0.42
3:K:320:VAL:HG12 | 3:K:324:ASP:HB3 2.01 0.42
4:1.:94:THR:O 4:1.:96:VAL:N 2.52 0.42
4:1.:242:SER:HB3 4:1.:298:ASN:HB2 2.00 0.42
4:1.:248:THR:O 4:1.:250:ASN:OD1 2.37 0.42
4:1.:325:SER:HB3 4:1.:332:PRO:CG 2.49 0.42
5:M:535:LYS:HD2 5:M:535:LYS:C 2.38 0.42
6:N:238:VAL:HG22 6:N:239:SER:H 1.83 0.42
6:N:433:LYS:HB3 6:N:444:1LE:HG13 2.00 0.42
7:0:448:VAL:HA 7:0:451:ARG:HB2 2.00 0.42
8:P:296:VAL:HG11 8:P:299:1LE:HD11 2.01 0.42
8:P:335:VAL:HG13 8:P:379:SER:CB 2.46 0.42
1:A:187:VAL:O 1:A:381:SER:CA 2.67 0.42
1:A:296:VAL:O 1:A:297:LEU:HD23 2.19 0.42
2:B:159: THR:CG2 2:B:487:ILE:HA 2.50 0.42
2:B:415:VAL:HB 2:B:434:ALA:HB2 2.02 0.42
3:C:243:VAL:O 3:C:348:VAL:HG13 2.19 0.42
3:C:298:GLU:HG3 | 3:C:325:ASN:HD22 1.84 0.42
3:C:332: THR:HB 3:C:349:GLY:CA 2.49 0.42
3:C:415:GLY:HA3 3:C:501:GLU:OE1 2.20 0.42
4:D:389:GLU:O 4:D:392:ARG:HD3 2.19 0.42
5:E:269:LEU:HD22 5:E:269:LEU:H 1.84 0.42
5:E:350:GLU:O 5:E:353:HIS:N 2.52 0.42
5:E:445:ALA:CB 5:E:510:ILE:O 2.67 0.42
6:F:124:ILE:HB 6:F:444:1LE:CD1 2.48 0.42
6:F:147:ARG:HG3 6:F:147:ARG:O 2.20 0.42
1:1:178:ASN:HD21 1:1:182:ASP:CG 2.23 0.42
1:1:431:ILE:HG21 1:1:482:ALA:HA 2.01 0.42
1:1:476:LYS:C 1:1:509:1ILE:HD11 2.40 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:532: LEU:HD22 1:1:536: VAL:CG2 2.48 0.42
2:J:132:LEU:HD21 2:J:495:ARG:CG 2.43 0.42
2:J:213:ILE:HG23 2:J:354:LEU:HD21 2.02 0.42
2:J:404:GLY:HA2 9:J:601:ADP:N3 2.34 0.42
3:K:129:LEU:HD21 3:K:511:LYS:HA 2.00 0.42
3:K:243:VAL:O 3:K:348:VAL:HG13 2.19 0.42
3:K:286:GLN:OE1 | 3:K:340:VAL:HG22 2.19 0.42
4:1.:439:1LE:O 4:1.:439:1LE:HG22 2.19 0.42
6:N:5:LEU:HB3 6:N:6:LEU:C 2.39 0.42
6:N:147:ARG:HG3 6:N:147:ARG:O 2.20 0.42
6:N:171: THR:N 6:N:172:PRO:HD2 2.33 0.42
7:0:41:LYS:N 7:0:42:PRO:HD2 2.34 0.42
7:0:455:GLU:CG 7:0:461:ALA:HB2 2.49 0.42
8&:P:77:ILE:H 8:P:77:ILE:CD1 2.26 0.42
8:P:269:ASN:O 8:P:272:GLU:HB2 2.19 0.42
1:A:550:GLU:HA 1:A:551:PRO:HD3 1.88 0.42
3:C:47:MET:CE 3:C:49:LEU:HD21 2.49 0.42
3:C:140:SER:HB2 3:C:411:SER:HB2 2.02 0.42
4:D:94:THR:O 4:D:96:VAL:N 2.52 0.42
5:E:476:LEU:HD13 5:E:476:LEU:HA 1.89 0.42
6:F:11:GLU:N 6:F:11:GLU:OE2 2.52 0.42
6:F:230:ASN:N 6:F:353:LEU:HD23 2.35 0.42
7:G:83:LEU:HA 7:G:86:ILE:HD11 2.01 0.42
8:H:177:ILE:O 8:H:181:LEU:HD12 2.20 0.42
8:H:296:VAL:HG11 8:H:299:ILE:HD11 2.01 0.42
8:H:318:ILE:HG22 8:H:319:LEU:O 2.19 0.42
1:I:115:LEU:HA 1:I:115:LEU:HD23 1.80 0.42
1:1:351:GLU:H 1:1:354:TYR:HD2 1.68 0.42
2:J:116:HIS:CE1 2:J:118:GLN:CB 2.99 0.42
2:J:231:ILE:HG22 2:J:232:LEU:H 1.83 0.42
2:J:415:VAL:HB 2:J:434:ALA:HB2 2.02 0.42
3:K:9:ASN:HB2 8:P:78:VAL:CG1 2.50 0.42
4:1:178:VAL:HG11 4:L:401:ILE:CD1 2.48 0.42
4:1.:234:1LE:N 4:1.:234:1LE:HD12 2.35 0.42
4:L:521:ILE:HD13 7:0:52:LEU:HB2 2.00 0.42
5:M:263:GLY:HA3 5:M:380:ILE:O 2.20 0.42
5:M:269:LEU:HD22 5:M:269:LEU:H 1.85 0.42
5:M:280:LYS:HA 5:M:281:PRO:HD3 1.80 0.42
5:M:445:ALA:CB 5:M:510:ILE:O 2.67 0.42
5:M:466:GLN:HG3 | 5:M:467:TYR:CD2 2.54 0.42
6:N:6:LEU:HD13 6:N:7:ASN:H 1.85 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
7:0:113:LYS:O 7:0:116:LEU:HB2 2.19 0.42
7:0:117:GLU:CD 7:0:117:GLU:N 2.73 0.42
7:0:282:LEU:HD12 7:0:283:ARG:N 2.34 0.42
8:P:94:.ILE:H 8:P:94:ILE:HG13 1.50 0.42
8:P:163:ILE:HD11 8:P:404:GLY:CA 2.50 0.42
1:A:12:THR:HA 1:A:13:LEU:HA 1.69 0.42
2:B:3:VAL:HB 2:B:4:GLN:CD 2.40 0.42
2:B:49:ALA:HB2 6:F:536:ALA:O 2.20 0.42
2:B:60:GLY:H 2:B:93: THR:HG22 1.84 0.42
3:C:34:VAL:HG12 3:C:35:1LE:N 2.35 0.42
3:C:104:LEU:CD2 3:C:517:ALA:HA 2.49 0.42
3:C:320:VAL:HG12 3:C:324:ASP:HB3 2.02 0.42
4:D:138:MET:HE1 4:D:416:ALA:HB1 2.01 0.42
4:D:221:LYS:HE2 4:D:221:LYS:HB2 1.94 0.42
4:D:221:LYS:HE3 4:D:306:SER:CB 2.49 0.42
4:D:499:GLN:HA 4:D:500:PRO:HD3 1.86 0.42
5:E:116:GLY:HA3 5:E:428:CYS:CB 2.50 0.42
6:F:53:ILE:O 6:F:53:ILE:CG1 2.68 0.42
6:F:456:LYS:O 6:F:460:LYS:N 2.53 0.42
7:G:450:PRO:O 7:G:453:LEU:HB2 2.20 0.42
8:H:24:ALA:HB2 8:H:531:ALA:O 2.20 0.42
1:1:129:PHE:N 1:1:129:PHE:HD2 2.17 0.42
2:J:27:ILE:HG21 2:J:104:ARG:HD2 2.02 0.42
2:J:232:LEU:CD1 2:J:234:ALA:HB2 2.50 0.42
2:J:236: THR:HA 2:J:287:ARG:CD 2.50 0.42
2:J:511:VAL:O 2:J:513:ASN:N 2.49 0.42
3:K:47:MET:CE 3:K:49:LEU:HD21 2.49 0.42
3:K:104:LEU:CD2 3:K:517:ALA:HA 2.49 0.42
3:K:207:GLU:HB2 3:K:380:MET:HA 2.02 0.42
5:M:362:ILE:N 5:M:362:ILE:HD12 2.34 0.42
6:N:56: THR:HB 6:N:390:GLN:HE22 1.79 0.42
7:0:30:ILE:O 7:0:33:CYS:HB3 2.19 0.42
8:P:291:1ILE:HD12 8:P:347:PRO:HG3 1.97 0.42
8:P:420:LEU:HD23 8:P:421:PRO:CD 2.50 0.42
8:P:459:VAL:O 8:P:462: THR:HG22 2.20 0.42
1:A:91:ASP:HA 1:A:95:GLY:HA2 2.00 0.42
1:A:143:VAL:CG1 1:A:420:PRO:HD2 2.50 0.42
1:A:335:ALA:HB2 1:A:356:GLY:CA 2.49 0.42
2:B:120:ILE:HG23 2:B:124:TYR:CE1 2.54 0.42
2:B:243:VAL:CG1 2:B:245:.1LE:HG13 2.49 0.42
2:B:507:VAL:HG21 | 3:C:388:ILE:HG12 2.01 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
3:C:182:VAL:HG23 3:C:184:LYS:HG3 2.02 0.42
3:C:207:GLU:HB2 3:C:380:MET:HA 2.02 0.42
3:C:286:GLN:OE1 3:C:340:VAL:HG22 2.19 0.42
4:D:81:VAL:HG22 7:G:382:ALA:CB 2.49 0.42
4:D:99:LEU:HA 4:D:449:VAL:HG11 2.02 0.42
4:D:439:ILE:O 4:D:439:1ILE:HG22 2.19 0.42
6:F:117:ILE:HD12 5:M:34:ASP:CA 2.31 0.42
8:H:35:ILE:HD13 8:H:82:VAL:HG22 2.00 0.42
8:H:420:LEU:HD23 8:H:421:PRO:CD 2.50 0.42
1:1:396:ASP:O 1:1:399:GLU:HB3 2.19 0.42
2:J:161:LEU:HD22 2:J:166:LEU:HD11 2.01 0.42
2:J:424:GLY:O 2:J:427:SER:OG 2.33 0.42
3:K:456:LEU:HD22 3:K:456:LEU:HA 1.79 0.42
3:K:527:VAL:HG11 | 8:P:75:LEU:HD21 2.02 0.42
5:M:170:ALA:N 5:M:523:LYS:HZ1 2.18 0.42
6:N:422:LEU:CD1 6:N:517:1ILE:HD11 2.50 0.42
7:0:507:-LEU:C 7:0:507:LEU:HD13 2.40 0.42
8:P:302:GLY:HA2 8:P:324:PRO:HD2 2.01 0.42
8:P:523:THR:HA 8:P:526:PHE:HD2 1.83 0.42
1:A:256:MET:H 7:G:255:ASP:CB 2.32 0.42
2:B:155:HIS:O 2:B:159: THR:HG23 2.20 0.42
3:C:103:ILE:CG2 3:C:517:ALA:HB1 2.50 0.42
3:C:237:HIS:C 3:C:238:ILE:HG13 2.39 0.42
3:C:241:PRO:O 3:C:350:THR:HA 2.20 0.42
4:D:9:ALA:HB1 7:G:76:VAL:H 1.85 0.42
4:D:60:ASP:N 4:D:392:ARG:NH2 2.68 0.42
4:D:226:PRO:HD2 4:D:311:MET:HG2 2.01 0.42
5:E:477:ASP:O 5:E:480:PRO:HD2 2.19 0.42
6:F:171:THR:N 6:F:172:PRO:HD2 2.33 0.42
6:F:356:GLN:HA 6:F:365:THR:HA 2.02 0.42
7:G:109:MET:SD 7:G:514:THR:HG21 2.59 0.42
7:G:132:ALA:HB2 7:G:439:ILE:HD13 2.01 0.42
7:G:455:GLU:CG 7:G:461:ALA:HB2 2.49 0.42
1:1:54:VAL:C 1:1:56:ASP:H 2.23 0.42
1:1:335:ALA:HB2 1:1:356:GLY:CA 2.50 0.42
2:J:308:HIS:CE1 2:J:313:GLY:HA3 2.54 0.42
2:J:424:GLY:H 2:J:427:SER:HB3 1.85 0.42
2:J:459:LEU:HD11 2:J:471:GLY:C 2.40 0.42
4:L:60:ASP:N 4:1.:392: ARG:NH2 2.68 0.42
4:1:113:LYS:HB2 4:1:113:LYS:HE3 1.86 0.42
5:M:268:LYS:O 5:M:319:ASP:N 2.53 0.42

Continued on next page...



Page 161

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
5:M:350:GLU:O 5:M:353:HIS:N 2.52 0.42
6:N:243:GLU:OE2 6:N:243:GLU:CA 2.52 0.42
6:N:356:GLN:HA 6:N:365: THR:HA 2.02 0.42
7:0:104:LEU:O 7:0:108:LEU:HB2 2.20 0.42
7:0:409:ILE:CG2 7:0:410:VAL:N 2.82 0.42
8:P:256:ILE:HD11 8:P:308:LEU:HD13 2.02 0.42
1:A:73:LEU:O 1:A:74:ASP:OD1 2.36 0.42
1:A:118:ASN:C 1:A:119:LYS:CD 2.88 0.42
1:A:543:THR:O 5:E:72:LYS:HB3 2.20 0.42
2:B:47:GLN:HE22 2:B:53: THR:N 2.17 0.42
2:B:232:LEU:CD1 2:B:234:ALA:HB2 2.50 0.42
2:B:422:ILE:HG22 2:B:424:GLY:CA 2.50 0.42
2:B:459:LEU:HD11 2:B:471:GLY:C 2.40 0.42
2:B:459:LEU:CD1 2:B:471:GLY:O 2.68 0.42
5:E:362:1LE:N 5:E:362:1LE:HD12 2.34 0.42
6:F:68:1LE:HD13 6:F:74:VAL:HG13 2.02 0.42
6:F:133:LEU:HD12 | 6:F:422:LEU:HD11 2.02 0.42
6:F:309:PHE:HB3 6:F:314:ILE:O 2.20 0.42
6:F:332:THR:O 6:F:333:GLY:C 2.58 0.42
6:F:422:LEU:CD1 6:F:517:ILE:HD11 2.50 0.42
7:G:83:LEU:HA 7:G:86:ILE:CD1 2.50 0.42
7:G:139:LYS:CB 7:G:420:VAL:HG12 2.49 0.42
8:H:48:PRO:HG3 8:H:169:SER:HA 2.01 0.42
8:H:256:1LE:HD11 8:H:308:LEU:HD13 2.02 0.42
1:1:250:ASN:HD21 1:1:252:GLN:HG2 1.85 0.42
1:1:350:PHE: O 1:1:351:GLU:OE2 2.36 0.42
1:1:549:PRO:HA 5:M:77:PRO:O 2.20 0.42
2:J:57:THR:HG21 2:J:382:ARG:CD 2.46 0.42
2:J:245:1LE:O 2:J:246:PHE:HB3 2.19 0.42
3:K:85:GLN:NE2 3:K:508:GLN:OE1 2.53 0.42
4:1:226:PRO:CD 4:L:311:MET:HG2 2.50 0.42
4:1.:232:ALA:O 4:1:234:ILE:HD12 2.19 0.42
4:1.:485:ARG:H 4:1.:485:ARG:CD 2.27 0.42
5:M:273:THR:HG21 | 5:M:364:PRO:CA 2.47 0.42
5:M:332:ASN:HA 5:M:335:LEU:HD12 2.02 0.42
6:N:53:ILE:O 6:N:53:ILE:CG1 2.68 0.42
6:N:230:ASN:N 6:N:353:LEU:HD23 2.35 0.42
6:N:309:PHE:HB3 6:N:314:ILE:O 2.20 0.42
7:0:166:MET:O 7:0:171:ILE:HB 2.18 0.42
7:0:182:CYS:SG 7:0:183:VAL:N 2.93 0.42
1:A:54:VAL:C 1:A:56:ASP:H 2.23 0.41
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1:A:219:VAL:HG12 1:A:221:GLY:N 2.34 0.41
1:A:267:PRO:HB2 1:A:269:GLN:CB 2.49 0.41
2:B:15:ALA:O 2:B:19:ARG:HG2 2.20 0.41
2:B:58:ASN:HD21 2:B:93: THR:HG21 1.84 0.41
2:B:162:SER:O 2:B:163:SER:OG 2.30 0.41
2:B:197:LYS:C 2:B:198:ILE:HD12 2.41 0.41
3:C:303:ASP:HB3 3:C:304:LEU:H 1.46 0.41
4:D:234:1ILE:HD12 4:D:234:.1LE:N 2.35 0.41
4:D:379:1LE:HD12 4:D:379:1LE:N 2.33 0.41
7:G:507:-LEU:C 7:G:507:LEU:HD13 2.40 0.41
8:H:186:VAL:HA 8:H:207:ILE:HD11 2.02 0.41
1:1:143:VAL:CG1 1:1:420:PRO:HD2 2.50 0.41
1:1:219:VAL:HG12 1:1:221:GLY:N 2.35 0.41
2:J:474:LEU.HG 9:J:601:ADP:C2 2.55 0.41
3:K:298:GLU:HG3 | 3:K:325:ASN:HD22 1.84 0.41
4:1.:265:LYS:NZ 8:P:343:ARG:HD3 2.36 0.41
6:N:433:LYS:HG3 6:N:444:1LE:CG2 2.46 0.41
6:N:434:LEU:HD23 6:N:441:LYS:CB 2.40 0.41
7:0:145:VAL:O 7:0:409:ILE:N 2.52 0.41
7:0:450:PRO:O 7:0:453:LEU:HB2 2.20 0.41
8:P:163:ILE:HG12 | 8:P:182:VAL:HGI11 2.01 0.41
1:A:476:LYS:C 1:A:509:ILE:HD11 2.40 0.41
2:B:72:PRO:CG 3:C:47:MET:HE1 2.50 0.41
2:B:424:GLY:H 2:B:427:SER:HB3 1.85 0.41
4:D:65:LEU:HD23 4:D:65:LEU:HA 1.84 0.41
5:E:38:LYS:HD2 5:E:38:LYS:HA 1.70 0.41
5:E:81:ILE:HD12 5:E:81:ILE:N 2.35 0.41
5:E:268:LYS:O 5:E:319:ASP:N 2.53 0.41
6:F:63:LEU:HD11 6:F:95:VAL:HG21 2.03 0.41
6:F:533:LEU:HD23 6:F:533:LEU:N 2.35 0.41
7:G:23:LYS:O 7:G:26:ILE:HG22 2.20 0.41
7:G:104:LEU:O 7:G:108:LEU:HB2 2.20 0.41
7:G:182:CYS:SG 7:G:183:VAL:N 2.93 0.41
7:G:396:ALA:O 7:G:400:VAL:HG13 2.20 0.41
7:G:528:GLY:HA3 7:G:529:SER:C 2.41 0.41
8:H:32:1LE:HD11 8:H:111:LEU:C 2.41 0.41
1:1:482:ALA:O 1:1:485:GLN:O 2.37 0.41
2:J:38:GLY:HA3 2:J:474.LEU:HD12 2.02 0.41
2:J:105:GLU:O 2:J:109:LEU:HD23 2.21 0.41
3:K:174:LEU:HD21 | 3:K:379:ILE:HG21 2.01 0.41
3:K:355:PHE:HE2 3:K:366:SER:HB3 1.84 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
5:M:81:ILE:N 5:M:81:ILE:HD12 2.35 0.41
5:M:418:GLU:OE2 5:M:418:GLU:HA 2.20 0.41
6:N:196:1LE:HG22 6:N:378:1LE:HG23 2.02 0.41
6:N:429:ALA:O 6:N:432:ASN:HB2 2.19 0.41
6:N:456:LYS:O 6:N:460:LYS:N 2.53 0.41
6:N:485:GLU:O 6:N:488:TYR:N 2.53 0.41
7:0:109:MET:SD 7:0:514:.THR:HG21 2.59 0.41
1:A:273:1LE:HG21 5:E:295: TYR:CE2 2.54 0.41
1:A:351:GLU:H 1:A:354: TYR:HD2 1.68 0.41
1:A:498:ARG:O 1:A:499:ASN:HB3 2.20 0.41
2:B:27:ILE:HG21 2:B:104:ARG:HD2 2.02 0.41
2:B:57: THR:HG21 2:B:382:ARG:CD 2.46 0.41
2:B:320:VAL:HG21 2:B:337:LEU:CA 2.51 0.41
2:B:492:LYS:O 2:B:495:ARG:HB3 2.20 0.41
3:C:229:VAL:CG1 3:C:230:VAL:N 2.84 0.41
4:D:411:ILE:O 4:D:498:LEU:HB3 2.21 0.41
4:D:521:1ILE:HG23 7:G:50:ASP:C 2.40 0.41
5:E:73:ILE:HG12 5:E:83:ILE:CG1 2.44 0.41
5:E:167:ASP:HB3 5:E:168:1LE:H 1.58 0.41
6:F:221:HIS:HA 6:F:222:PRO:HD3 1.92 0.41
6:F:524:ALA:O 6:F:528:LEU:HG 2.21 0.41
8:H:54:ILE:CG2 8:H:55:ILE:N 2.83 0.41
8:H:269:ASN:O &:H:272:GLU:HB2 2.19 0.41
2:J:45:LEU:HD23 2:J:56:VAL:HG13 2.02 0.41
2:J:159: THR:CG2 2:J:487:ILE:HA 2.49 0.41
2:J:160: THR:HG21 | 2:J:390:VAL:HG11 2.01 0.41
2:J:197.LYS:C 2:J:198:ILE:HD12 2.41 0.41
2:J:263:LYS:NZ 3:K:266:GLU:HG2 2.35 0.41
2:J:422:1LE:HG22 2:J:424:GLY:CA 2.50 0.41
2:J:474.LEU:HD23 2:J:474.LEU:N 2.35 0.41
2:J:492:LYS:H 2:J:492:LYS:HZ3 1.65 0.41
2:J:492:LYS:O 2:J:495:ARG:HB3 2.21 0.41
3:K:103:ILE:CG2 3:K:517:ALA:HB1 2.50 0.41
3:K:140:SER:HB2 3:K:411:SER:HB2 2.02 0.41
3:K:244:VAL:HG22 | 3:K:348:VAL:HG22 2.03 0.41
3:K:415:GLY:HA3 3:K:501:GLU:OE1 2.20 0.41
4:1:263:ILE:C 4:1.:265:LYS:H 2.23 0.41
5:M:423:LEU:C 5:M:425:ASP:N 2.73 0.41
5:M:485:GLU:HB2 | 5:M:491:PRO:HG3 2.01 0.41
6:N:133:LEU:HD12 | 6:N:422:LEU:HD11 2.02 0.41
6:N:539:SER:O 6:N:540:THR.:C 2.58 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

7:0:23:LYS:O 7:0:26:ILE:HG22 2.20 0.41
7:0:236:PHE:O 7:0:239:PRO:HD3 2.19 0.41
7:0:303:ALA:O 7:0:307:PHE:CD2 2.70 0.41
8:P:24:ALA:HB2 8:P:531:ALA:O 2.20 0.41
8:P:62:ILE:HG23 8:P:392:ASN:OD1 2.20 0.41
8:P:92:GLN:HE21 8:P:92:GLN:HB3 1.63 0.41
1:A:541:ILE:HD11 5:E:83:ILE:HD13 2.02 0.41
2:B:76:VAL:O 2:B:79:ASN:HB2 2.20 0.41
2:B:127:ALA:HB1 2:B:430:VAL:HG13 2.02 0.41
2:B:161:LEU:HD22 | 2:B:166:LEU:HD11 2.01 0.41
2:B:246:PHE:CD1 2:B:247:GLY:N 2.89 0.41
2:B:326:VAL:O 2:B:327:SER:HB3 2.21 0.41
3:C:230:VAL:O 3:C:231:HIS:CG 2.74 0.41
5:E:99:GLU:O 5:E:102:LYS:HB2 2.20 0.41
6:F:137:LYS:0O 6:F:138:ILE:CB 2.68 0.41
8:H:146:VAL:HG22 8:H:147:VAL:N 2.35 0.41
1:1:345:GLU:HA 1:1:346:GLY:HA2 1.67 0.41
2:J:162:SER:O 2:J:163:SER:OG 2.30 0.41
2:J:246:PHE:CD1 2:J:247:GLY:N 2.89 0.41
2:J:466:GLY:C 2:J:467:ILE:HG13 2.41 0.41
5:M:86:ASP:O 5:M:90:ILE:HG13 2.20 0.41
5:M:99:GLU:O 5:M:102:LYS:HB2 2.20 0.41
5:M:451:SER:O 5:M:455:SER:HB2 2.20 0.41
6:N:28:GLY:C 6:N:30:GLN:H 2.22 0.41
6:N:89:ASP:OD1 9:N:601:ADP:03B 2.38 0.41
6:N:89:ASP:0OD1 6:N:90:GLY:N 2.43 0.41
6:N:136:PHE:O 6:N:138:ILE:HG13 2.19 0.41
6:N:167:THR:CB 6:N:169:VAL:N 2.64 0.41
6:N:181:VAL:O 6:N:184:ALA:HB3 2.20 0.41
6:N:415:ALA:HB2 6:N:506:ILE:HD13 2.03 0.41
8:P:35:ILE:CD1 8:P:82:VAL:HA 2.50 0.41
8:P:213:MET:CE 8:P:391:GLN:HG3 2.51 0.41
1:A:94:ILE:HG22 1:A:95:GLY:N 2.36 0.41
1:A:156:LEU:HD21 | 1:A:409:VAL:HG13 2.02 0.41
2:B:45:LEU:HB2 6:F:533:LEU:HB2 2.03 0.41
4:D:305:LEU:HD23 4:D:305:LEU:C 2.41 0.41
5:E:310:1LE:HG23 5:E:335:LEU:HD23 2.01 0.41
5:E:352:GLU:H 5:E:352:GLU:HG3 1.59 0.41
5:E:412:ASN:C 5:E:414:MET:H 2.24 0.41
6:F:171:THR:O 6:F:175:THR:N 2.45 0.41
6:F:178:VAL:HG11 | 6:F:402:VAL:HG12 2.03 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
6:F:212:GLY:HA2 6:F:370:ASN:OD1 2.21 0.41
6:F:466:PRO:O 6:F:468:ASP:N 2.54 0.41
7:G:452:GLN:O 7:G:456:ASN:N 2.49 0.41
8:H:163:ILE:HG12 | 8:H:182:VAL:HG11 2.01 0.41
8:H:213:MET:CE &:H:391:GLN:HG3 2.51 0.41
2:J:217:-LYS:HB3 2:J:217:-LYS:HE2 1.75 0.41
2:J:242:LYS:HD2 2:J:243:VAL:N 2.35 0.41
3:K:182:VAL:HG23 3:K:184:LYS:HG3 2.02 0.41
5:M:116:GLY:HA3 5:M:428:CYS:CB 2.50 0.41
5:M:120: THR:O 5:M:124:VAL:HG23 2.20 0.41
6:N:154:ALA:HB3 6:N:402:VAL:CG2 2.47 0.41
6:N:182:TYR:C 6:N:184:ALA:N 2.73 0.41
6:N:390:GLN:HE21 6:N:390:GLN:HA 1.84 0.41
8:P:32:ILE:HD11 8:P:111:LEU:C 2.41 0.41
2:B:45:LEU:HD23 2:B:56:VAL:HG13 2.02 0.41
2:B:57:-THR:HB 2:B:379:GLU:HG3 2.03 0.41
2:B:105:GLU:O 2:B:109:LEU:HD23 2.21 0.41
2:B:459:LEU:HD22 2:B:472:LEU:CD1 2.51 0.41
3:C:184:LYS:HA 3:C:198:ILE:CA 2.51 0.41
3:C:355:PHE:HE2 3:C:366:SER:HB3 1.84 0.41
4:D:183:ASP:0O 4:D:187:LYS:HA 2.21 0.41
4:D:273:ASN:HD22 | 7:G:268:GLN:NE2 2.17 0.41
5:E:250:SER:O 5:E:251:HIS:O 2.38 0.41
5:E:423:LEU:C 5:E:425:ASP:N 2.73 0.41
5:E:497: THR:O 5:E:501:LYS:HG2 2.20 0.41
6:F:488:TYR:O 6:F:489:VAL:CG1 2.69 0.41
7:G:28:SER:HA 7:G:31:ASN:OD1 2.21 0.41
8:H:63:ILE:HD12 8:H:74:GLU:CG 2.45 0.41
2:J:116:HIS:HA 2:J:117:PRO:HD3 1.74 0.41
2:J:155:HIS: O 2:J:159: THR:HG23 2.20 0.41
2:J:196:1ILE:N 2:J:196:1ILE:HD12 2.36 0.41
2:J:459:LEU:CD1 2:J:471:GLY:O 2.68 0.41
3:K:184:LYS:HA 3:K:198:ILE:CA 2.51 0.41
4:1.:85:GLN:O 4:1.:89:ALA:HB3 2.21 0.41
4:1.:183:ASP:O 4:L:187:LYS:HA 2.21 0.41
4:1,:198:LYS:H 4:1.:198:LYS:CD 2.33 0.41
4:1:305:LEU:C 4:1.:305:LEU:HD23 2.41 0.41
4:1.:461:ASN:HD22 4:1:462:SER:H 1.68 0.41
5:M:38:LYS:HA 5:M:38:LYS:HD2 1.70 0.41
6:N:137:LYS:O 6:N:138:ILE:CB 2.69 0.41
7:0:33:CYS:HA 7:0:83:LEU:CD1 2.51 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
7:0:488:1LE:H 7:0:488:1LE:CD1 2.21 0.41
8:P:455:ALA:O 8:P:458:VAL:HG23 2.21 0.41
1:A:233:MET:HE1 1:A:317:GLY:N 2.35 0.41
1:A:344:LEU:HD12 1:A:345:GLU:H 1.85 0.41
2:B:88:VAL:HG12 2:B:90:ASP:H 1.85 0.41
2:B:160: THR:HG21 | 2:B:390:VAL:HG11 2.01 0.41
2:B:213:ILE:HG23 2:B:354:LEU:HD21 2.01 0.41
3:C:244:VAL:HG22 | 3:C:348:VAL:HG22 2.03 0.41
5:E:158:1LE:CB 5:E:539:LEU:HD21 2.51 0.41
5:E:338:ASN:HB2 5:E:340:LEU:HD22 2.02 0.41
5:E:418:GLU:OE2 5:E:418:GLU:HA 2.20 0.41
6:F:105:ALA:O 6:F:107:ARG:N 2.54 0.41
6:F:233:VAL:HG12 6:F:294:VAL:CG2 2.49 0.41
6:F:497:ASP:CG 6:F:498:SER:N 2.74 0.41
7:G:36:VAL:CG2 7:G:37:GLN:N 2.83 0.41
7:G:41:LYS:N 7:G:42:PRO:HD2 2.34 0.41
7:G:356:GLN:HG2 7:G:361:ARG:HD3 2.03 0.41
7:G:449:1LE:CB 7:G:450:PRO:HD3 2.50 0.41
8:H:62:ILE:HG23 8:H:392:ASN:OD1 2.20 0.41
8:H:92:GLN:HE21 8:H:92:GLN:HB3 1.63 0.41
8:H:251:THR:O 8:H:252:CYS:C 2.59 0.41
8:H:459:VAL:HB 8:H:460:PRO:HD3 2.02 0.41
8:H:487:PRO:HA 8:H:488:GLY:HA3 1.69 0.41
1:1:498:ARG:O 1:1:499:ASN:HB3 2.20 0.41
2:J:109:LEU:C 2:J:111:ASP:H 2.24 0.41
3:K:230:VAL:O 3:K:231:HIS:CG 2.74 0.41
4:1:464:LYS:O 4:1.:468:GLU:HG3 2.20 0.41
5:M:84: THR:HG21 | 5:M:421:ARG:HD3 2.03 0.41
5:M:107:LEU:CD2 5:M:544:LEU:HG 2.34 0.41
6:N:63:LEU:HD11 6:N:95:VAL:HG21 2.02 0.41
6:N:207: THR:O 6:N:208: THR:HG23 2.21 0.41
6:N:420:1ILE:CG2 6:N:482:ASP:CG 2.86 0.41
6:N:447:PHE:CE1 | 6:N:521:THR:HG22 2.56 0.41
7:0:356:GLN:HG2 7:0:361:ARG:HD3 2.03 0.41
1:A:133:LEU:HG 1:A:532:LEU:HD12 2.02 0.41
2:B:242:1L.YS:HD?2 2:B:243:VAL:N 2.35 0.41
3:C:85:GLN:NE2 3:C:508:GLN:OE1 2.53 0.41
3:C:129:LEU:HD13 3:C:130: THR:N 2.36 0.41
4:D:72:HIS:HA 4:D:73:PRO:HD3 1.96 0.41
5:E:557:SER:OG 6:F:67:GLN:N 2.53 0.41
6:F:141: THR:HG23 6:F:142:ASN:N 2.36 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
7:G:182:CYS:O 7:G:186:VAL:HG23 2.21 0.41
7:G:399:1ILE:HD13 7:G:399:1LE:O 2.21 0.41
8:H:486:GLU:N 8:H:487:PRO:HA 2.34 0.41
2:J:422:1LE:HD13 2:J:422:ILE:HA 1.93 0.41
3:K:321:LYS:O 3:K:324:ASP:HB2 2.21 0.41
4:1L:66:LYS:HA 4:1:66:LYS:HD2 1.62 0.41
4:1.:185:ASN:CB 4:1.:186:SER:CB 2.92 0.41
5:M:497:THR:O 5:M:501:LYS:HG2 2.20 0.41
6:N:6:LEU:HD12 6:N:7:ASN:H 1.85 0.41
6:N:212:GLY:HA2 6:N:370:ASN:OD1 2.21 0.41
6:N:524:ALA:O 6:N:528: LEU:HG 2.21 0.41
6:N:533:LEU:N 6:N:533:LEU:HD23 2.35 0.41
8:P:386:LEU:HD12 8:P:386:LEU:N 2.36 0.41
1:A:51:LYS:O 1:A:62:VAL:HA 2.20 0.41
1:A:209:HIS:HE1 7:G:89:ALA:CB 2.34 0.41
1:A:250:ASN:HD21 1:A:252:GLN:HG2 1.85 0.41
2:B:5:1LE:CD1 2:B:7:GLY:H 2.34 0.41
2:B:142:ASN:CB 2:B:143:SER:CA 2.95 0.41
2:B:397:GLU:HG2 2:B:492:LYS:HZ3 1.86 0.41
4:D:48:ILE:CD1 8:H:534:ALA:HB3 2.51 0.41
4:D:108:GLU:O 4:D:112:ASN:N 2.50 0.41
4:D:385:-MET:HA 4:D:388:ASP:0D2 2.21 0.41
5:E:225:LYS:HG3 5:E:225:LYS:O 2.21 0.41
5:E:250:SER:O 5:E:251:HIS:CG 2.74 0.41
5:E:412:ASN:O 5:E:413:LYS:CB 2.69 0.41
6:F:16:ASP:HA 6:F:19:LEU:HB2 2.02 0.41
6:F:16:ASP:O 6:F:20:LYS:N 2.46 0.41
6:F:151:LEU:O 6:F:171: THR:HG21 2.19 0.41
6:F:152:GLN:HG2 6:F:153:VAL:N 2.32 0.41
6:F:181:VAL:O 6:F:184:ALA:HB3 2.20 0.41
6:F:182:TYR:C 6:F:184:ALA:N 2.73 0.41
6:F:207:THR:O 6:F:208: THR:HG23 2.21 0.41
6:F:447:PHE:CE1 6:F:521: THR:HG22 2.56 0.41
8:H:38:LEU:HD23 8:H:38:LEU:HA 1.92 0.41
8:H:75:LEU.HD23 8:H:75:LEU:HA 1.93 0.41
8:H:146:VAL:HG22 8:H:148:GLY:H 1.86 0.41
8:H:163:ILE:HD11 8:H:404:GLY:CA 2.50 0.41
1:I:51:LYS:O 1:1:62: VAL:HA 2.20 0.41
1:1:118:ASN:O 1:1:119:LYS:CG 2.65 0.41
1:1:344:LEU:HD12 1:1:345:GLU:H 1.85 0.41
2:J:5:ILE:CD1 2:J:7:GLY:H 2.34 0.41
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2:J:14:ARG:O 2:J:15:ALA:HB3 2.21 0.41
2:J:45:LEU:HD12 6:N:533:LEU:HB3 2.02 0.41
2:J:127:ALA:HB1 2:J:430:VAL:HG13 2.02 0.41
2:J:320:VAL:HG21 2:J:337.LEU:CA 2.51 0.41
2:J:326:VAL:O 2:J:327:SER:HB3 2.21 0.41
3:K:223:VAL:HG11 | 3:K:328:ILE:HG12 2.03 0.41
3:K:241:PRO:O 3:K:350: THR:HA 2.20 0.41
4:1.:35:1LE:HG22 4:1:98:.ILE:HD11 2.03 0.41
4:1:99:LEU:HA 4:1.:449:VAL:HG11 2.02 0.41
4:1:157:SER:C 4:1.:159:SER:H 2.24 0.41
4:1:454:LEU:CD1 9:L:601:ADP:HS 2.34 0.41
5:M:158:ILE:CB 5:M:539:LEU:HD21 2.51 0.41
5:M:338:ASN:HB2 | 5:M:340:LEU:HD22 2.02 0.41
5:M:472:PHE:HZ | 5:M:542: THR:HG22 1.86 0.41
6:N:56: THR:HB 6:N:390:GLN:CD 2.42 0.41
6:N:75:LEU:HD23 6:N:76:1LE:N 2.36 0.41
6:N:105:ALA:O 6:N:108:PHE:CD2 2.74 0.41
6:N:331:VAL:O 6:N:332:THR:CB 2.68 0.41
6:N:444:1LE:HG12 6:N:444:1LE:H 1.66 0.41
6:N:466:PRO:O 6:N:468:ASP:N 2.54 0.41
6:N:488:TYR:O 6:N:489:VAL:CG1 2.69 0.41
7:0:182:CYS:O 7:0:186:VAL:HG23 2.21 0.41
7:0:396:ALA:O 7:0:400:VAL:HG13 2.20 0.41
7:0:399:ILE:O 7:0:399:ILE:HD13 2.21 0.41
8:P:8:ASN:HA 8:P:9:PRO:HD3 1.90 0.41
8:P:48:PRO:CA 8:P:169:SER:O 2.68 0.41
8:P:253:PRO:HA 8:P:303:ALA:O 2.21 0.41
8:P:267:LEU:N 8:P:267:LEU:HD23 2.36 0.41
8:P:306:GLY:0O &:P:310:LEU:HB2 2.20 0.41
1:A:397:GLU:HA 1:A:400:ARG:HH11 1.86 0.41
2:B:245:1LE:O 2:B:246:PHE:HB3 2.19 0.41
3:C:240:ASN:HA 3:C:352:CYS:0O 2.21 0.41
4:D:123:SER:OG 4:D:440:TRP:HA 2.21 0.41
4:D:226:PRO:CD 4:D:311:MET:HG2 2.50 0.41
5:E:120: THR:O 5:E:124:VAL:HG23 2.20 0.41
5:E:451:SER:O 5:E:455:SER:HB2 2.20 0.41
6:F:23:VAL:O 6:F:25:SER:N 2.54 0.41
6:F:113:VAL:CB 6:F:118:ILE:HD11 2.47 0.41
6:F:331:VAL:O 6:F:332:THR:CB 2.68 0.41
6:F:352:GLY:C 6:F:367:VAL:HG12 2.40 0.41
7:G:43: THR:HG23 7:G:64:ASN:HB3 2.00 0.41
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7:G:145:VAL:O 7:G:409:ILE:N 2.52 0.41
7:G:214:PHE:O 7:G:214:PHE:CD2 2.74 0.41
8:H:48:PRO:CA 8:H:169:SER:O 2.68 0.41
8:H:253:PRO:HA 8:H:303:ALA:O 2.21 0.41
8:H:386:LEU:HD12 8:H:386:LEU:N 2.36 0.41
8:H:414:PRO:HA 8:H:415:SER:HA 1.60 0.41
8:H:437:TYR:CD2 8:H:437:TYR:C 2.95 0.41
8:H:459:VAL:O 8:H:462: THR:HG22 2.20 0.41
1:1:94:1ILE:HG22 1:1:95:GLY:N 2.36 0.41
1:1:191:ASN:HA 1:1:195:GLU:O 2.21 0.41
1:1:203:VAL:O 1:1:205:VAL:HG23 2.21 0.41
2:J:186:GLY:HA2 2:J:187:SER:HA 1.47 0.41
2:J:242:LYS:HB2 3:K:269: TRP:CZ2 2.45 0.41
2:J:459:LEU:HD22 2:J:472:LEU:CD1 2.51 0.41
3:K:129:LEU:HD13 3:K:130:THR:N 2.36 0.41
3:K:238:ILE:O 3:K:241:PRO:HG3 2.21 0.41
3:K:240:ASN:HA 3:K:352:CYS:O 2.21 0.41
4:1.:219:ALA:HB1 4:1.:221:LYS:HZ1 1.85 0.41
5:M:355:ALA:HB2 5:M:362:ILE:CD1 2.51 0.41
6:N:105:ALA:O 6:N:107:ARG:N 2.54 0.41
6:N:178:VAL:HG11 | 6:N:402:VAL:HG12 2.03 0.41
6:N:332:THR:O 6:N:333:GLY:C 2.58 0.41
6:N:539:SER:HB2 6:N:542:LYS:CG 2.51 0.41
7:0:83:LEU:HA 7:0:86:ILE:CD1 2.50 0.41
7:0:191:ARG:NE 7:0:191:ARG:C 2.75 0.41
7:0:214:PHE:O 7:0:214:PHE:CD2 2.74 0.41
7:0:516:LEU:HD11 7:0:517:ILE:CG1 2.48 0.41
8:P:54:ILE:CG2 8:P:55:ILE:N 2.83 0.41
8:P:141:GLU:O 8:P:145:MET:HG2 2.21 0.41
8:P:146:VAL:HG22 8:P:148:GLY:N 2.36 0.41
1:A:431:ILE:CG2 1:A:432: TYR:N 2.84 0.40
2:B:109:LEU:C 2:B:111:ASP:H 2.24 0.40
3:C:306:GLN:O 3:C:307:HIS:C 2.59 0.40
4:D:292:.1LE:HG13 4:D:294:ARG:N 2.36 0.40
4:D:425:LEU:HD12 4:D:444:ALA:HA 2.03 0.40
6:F:6:LEU:HD13 6:F:7:ASN:H 1.85 0.40
6:F:105:ALA:O 6:F:108:PHE:CD2 2.74 0.40
6:F:420:1LE:HG22 6:F:482:ASP:CG 2.41 0.40
7:G:33:CYS:HA 7:G:83:LEU:CD1 2.51 0.40
1:1:431:ILE:CG2 1:1:432:TYR:N 2.84 0.40
2:J:88:VAL:HG12 2:J:90:ASP:H 1.86 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:K:245:LEU:HA 3:K:296:ILE:O 2.21 0.40
4:1:411:ILE:O 4:1.:498:LEU:HB3 2.21 0.40
4:1.:425:LEU:HD12 4:1:444:ALA:HA 2.03 0.40
5:M:71:ASP:0OD2 5:M:85:ASN:HB2 2.21 0.40
5:M:250:SER:O 5:M:251:HIS:O 2.38 0.40
6:N:68:1ILE:HD13 6:N:74:VAL:HG13 2.02 0.40
7:0:28:SER:HA 7:0:31:ASN:OD1 2.21 0.40
8:P:122:LEU:HD23 8:P:126:GLU:OE1 2.21 0.40
8:P:146:VAL:HG22 8:P:147:VAL:N 2.35 0.40
8:P:186:VAL:HA 8:P:207:ILE:HD11 2.02 0.40
8:P:459:VAL:HB 8:P:460:PRO:HD3 2.02 0.40
1:A:115:LEU:HA 1:A:115:LEU:HD23 1.80 0.40
1:A:191:ASN:HA 1:A:195:GLU:O 2.21 0.40
1:A:198:TYR:CE2 1:A:413:LEU:CB 3.05 0.40
2:B:317:LEU:O 2:B:321:THR:N 2.50 0.40
4:D:94:THR:C 4:D:96:VAL:H 2.25 0.40
5:E:35:GLN:CD 5:E:36:GLY:CA 2.86 0.40
5:E:115:1LE:CB 5:E:432:ASN:HD21 2.35 0.40
5:E:332:ASN:HA 5:E:335:LEU:HD12 2.02 0.40
5:E:355:ALA:HB2 5:E:362:1LE:CD1 2.51 0.40
6:F:56:. THR:HB 6:F:390:GLN:CD 2.42 0.40
6:F:56:. THR:HB 6:F:390:GLN:HE22 1.79 0.40
6:F:75:LEU:HD23 6:F:76:ILE:N 2.36 0.40
6:F:158:LEU:O 6:F:158:LEU:CG 2.69 0.40
6:F:459:VAL:O 6:F:463:GLY:N 2.54 0.40
7:G:94:VAL:CG1 7:G:95:GLY:H 2.28 0.40
7:G:129:TYR:O 7:G:132:ALA:HB3 2.21 0.40
1:1:397:GLU:HA 1:1:400:ARG:HH11 1.86 0.40
2:J:15:ALA:O 2:J:19:ARG:HG2 2.21 0.40
2:J:140:VAL:HG23 2:J:483:ARG:NH2 2.36 0.40
2:J:372:ALA:HA 6:N:519:GLY:HA2 2.02 0.40
4:L:94: THR.:C 4:1:96:VAL:H 2.25 0.40
4:1:123:SER:OG 4:1:440: TRP:HA 2.21 0.40
4:1,:292:1LE:HG13 4:1.:294:ARG:N 2.36 0.40
4:1.:454:LEU:HD13 9:1:601:ADP:HS8 1.86 0.40
5:M:338:ASN:HD22 5:M:338:ASN:N 2.16 0.40
6:N:158:LEU:O 6:N:158:LEU:CG 2.69 0.40
6:N:411:ILE:CG2 6:N:412:ILE:N 2.75 0.40
7:0:528:GLY:HA3 7:0:529:SER:C 2.41 0.40
8:P:437:TYR:C 8:P:437:TYR:CD2 2.95 0.40
1:A:555:ASP:HA 1:A:556:PRO:HD3 1.90 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:B:164:LYS:O 2:B:166:LEU:HD23 2.22 0.40
2:B:474:LEU:N 2:B:474:LEU:HD23 2.35 0.40
3:C:56:VAL:CA 3:C:57:LEU:HD23 2.50 0.40
4:D:47:MET:O 8:H:534:ALA:N 2.53 0.40
4:D:120:ILE:CG1 4:D:439:ILE:HG21 2.43 0.40
4:D:135:LEU:HD22 4:D:135:LEU:HA 1.87 0.40
5:E:86:ASP:O 5:E:90:ILE:HG13 2.20 0.40
5:E:88:ALA:CB 5:E:109:LYS:HZ1 2.32 0.40
5:E:170:ALA:N 5:E:523:LYS:HZ1 2.19 0.40
5:E:261:LYS:O 5:E:341:PRO:HG3 2.21 0.40
5:E:557:SER:CB 6:F:66:MET:HA 2.52 0.40
6:F:146:ASP:0O 6:F:147:ARG:C 2.59 0.40
6:F:196:1LE:HG22 6:F:378:ILE:HG23 2.02 0.40
6:F:198:GLN:HE21 6:F:198:GLN:H 1.66 0.40
8:H:49:CYS:O 8:H:466: THR:CG2 2.69 0.40
8:H:141:GLU:O 8:H:145:MET:HG2 2.21 0.40
8:H:209:VAL:CG2 8:H:386:LEU:HD11 2.36 0.40
1:1:156:LEU:HD21 1:1:409:VAL:HG13 2.02 0.40
1:1:198:TYR:CE2 1:1:413:LEU:CB 3.05 0.40
2:J:24:VAL:HA 2:J:27:ILE:CG2 2.51 0.40
2:J:61:ALA:HB2 2:J:85:ASP:HB2 2.02 0.40
2:J:181:1ILE:HG21 2:J:391:LEU:O 2.21 0.40
4:1:65:LEU:HB3 4:1.:79:VAL:HG13 2.04 0.40
4:L:72:HIS:HA 4:L:73:PRO:HD3 1.96 0.40
5:M:162:GLU:OE2 5:M:162:GLU:N 2.55 0.40
5:M:261:LYS:O 5:M:341:PRO:HG3 2.21 0.40
5:M:276:PHE:HZ 5:M:310:ILE:HG12 1.86 0.40
5:M:387:THR:HA 5:M:388: THR:HA 1.61 0.40
6:N:342:ASP:O 6:N:343:LEU:C 2.59 0.40
6:N:370:ASN:N 6:N:370:ASN:ND2 2.70 0.40
8:P:75:LEU:HD23 8:P:75:LEU:HA 1.94 0.40
8:P:146:VAL:HG22 8:P:148:GLY:H 1.86 0.40
8:P:251:THR:O 8:P:252:CYS:C 2.59 0.40
2:B:14:ARG:O 2:B:15:ALA:HB3 2.21 0.40
2:B:88:VAL:HG11 2:B:493:LEU:HB2 2.04 0.40
2:B:140:VAL:HG23 | 2:B:483:ARG:NH2 2.36 0.40
2:B:196:ILE:HD12 2:B:196:ILE:N 2.36 0.40
2:B:295:GLU:CB 6:F:337:GLN:NE2 2.79 0.40
2:B:354:LEU:HD13 2:B:356:PHE:CE2 2.56 0.40
3:C:41:PRO:HD3 9:C:1101:ADP:N3 2.36 0.40
3:C:113:GLU:OE1 1:1:460:LYS:NZ 2.47 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:C:245:LEU:HA 3:C:296:1LE:O 2.21 0.40
4:D:292:1ILE:HG13 4:D:293:LEU:C 2.42 0.40
5:E:107:LEU:O 5:E:107:LEU:HD12 2.21 0.40
5:E:245:LEU:CD1 5:E:247:LYS:H 2.25 0.40
5:E:276:PHE:HZ 5:E:310:ILE:HG12 1.86 0.40
5:E:297.LYS:HB3 6:F:256:ALA:CB 2.52 0.40
5:E:428:CYS:HA 5:E:431:ARG:CG 2.52 0.40
6:F:118:ILE:HG22 6:F:122:PHE:CD2 2.57 0.40
7:G:191:ARG:NE 7:G:191:ARG:C 2.75 0.40
7:G:413:GLY:HA2 9:G:601:ADP:C2 2.57 0.40
8:H:5:LEU:HA &:H:6:PRO:HD3 1.87 0.40
8:H:111:LEU:HD21 8:H:524:LYS:HA 2.04 0.40
8:H:122:.LEU:HD23 | 8:H:126:GLU:OE1 2.22 0.40
2:J:201:GLY:O 2:J:202:LYS:CB 2.69 0.40
2:J:360:LYS:HA 2:J:361:ALA:HA 1.70 0.40
3:K:112:ILE:C 3:K:114:LYS:N 2.74 0.40
4:1.:86:ASP:HB2 4:1,:93: THR:HG22 2.03 0.40
4:1:292:1LE:CG1 4:1.:293:LEU:HA 2.47 0.40
5:M:412:ASN:O 5:M:413:LYS:CB 2.69 0.40
6:N:16:ASP:HA 6:N:19:LEU:HB2 2.02 0.40
7:0:129:TYR:O 7:0:132:ALA:HB3 2.21 0.40
7:0:449:1LE:CB 7:0:450:PRO:HD3 2.50 0.40
7:0:478: TRP:O 7:0:479:TYR:CB 2.69 0.40
8:P:414:PRO:HA 8:P:415:SER:HA 1.60 0.40
1:A:307:LEU:O 1:A:311:VAL:N 2.53 0.40
2:B:201:GLY:O 2:B:202:LYS:CB 2.69 0.40
2:B:354:LEU:HD13 2:B:356:PHE:HE2 1.87 0.40
3:C:112:ILE:C 3:C:114:LYS:N 2.74 0.40
3:C:210:PRO:HB2 3:C:211:GLY:H 1.63 0.40
3:C:413:SER:HA 3:C:414:PRO:HD3 1.90 0.40
4:D:157:SER:C 4:D:159:SER:H 2.24 0.40
4:D:263:ILE:C 4:D:265:LYS:H 2.23 0.40
5:E:237:SER:HB3 5:E:408:VAL:HA 2.04 0.40
5:E:472:PHE:HZ 5:E:542: THR:HG22 1.86 0.40
6:F:331:VAL:HG23 6:F:375:SER:OG 2.21 0.40
6:F:342:ASP:O 6:F:343:LEU:C 2.59 0.40
7:G:204:ILE:HA 7:G:205:PRO:HD3 1.79 0.40
8:H:208:ARG:O &:H:383: THR:HA 2.22 0.40
1:1:303:ASP:OD1 1:1:304:ASP:N 2.55 0.40
2:J:164:LYS:O 2:J:166:LEU:HD23 2.22 0.40
2:J:320:VAL:HB 2:J:338:GLY:H 1.87 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:J:402:LEU:CD2 2:J:483:ARG:HG3 2.46 0.40
3:K:34:VAL:HG12 3:K:35:ILE:N 2.35 0.40
4:1.:20:VAL:HG21 4:1.:522:ASP:0O 2.22 0.40
4:1:65:LEU:HA 4:1.:65:LEU:HD23 1.83 0.40
4:1:116:HIS:HA 4:L:117:PRO:HD3 1.99 0.40
5:M:412:ASN:C 5:M:414:MET:H 2.24 0.40
6:N:331:VAL:HG23 6:N:375:SER:OG 2.21 0.40
7:0:94:-VAL:CG1 7:0:95:GLY:N 2.83 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

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

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
1 A 538/559 (96%) 441 (82%) 78 (14%) 19 (4%) 31
1 | 538/559 (96%) 441 (82%) 78 (14%) 19 (4%) 31
1 a 538/559 (96%) 441 (82%) 78 (14%) 19 (4%) 31
1 i 538/559 (96%) 441 (82%) 78 (14%) 19 (4%) 31
2 B 509/527 (97%) 417 (82%) 67 (13%) 25 (5%) 24
2 J 509/527 (97%) 417 (82%) 67 (13%) 25 (5%) 24
2 b 509/527 (97%) 417 (82%) 68 (13%) 24 (5%) 24
2 ] 509/527 (97%) 417 (82%) | 67 (13%) | 25 (5%) 24
3 C 508 /590 (86%) 420 (83%) 68 (13%) 20 (4%) 28
3 K 508/590 (86%) 421 (83%) 67 (13%) 20 (4%) 28
3 c 508/590 (86%) 419 (82%) 70 (14%) 19 (4%) 29
3 k 508/590 (86%) 420 (83%) 68 (13%) 20 (4%) 28
4 520/528 (98%) 429 (82%) 79 (15%) 12 (2%) 6] 38
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
4 L 520/528 (98%) 429 (82%) 79 (15%) 12 (2%) 6| 38
4 d 520/528 (98%) 429 (82%) 79 (15%) 12 (2%) 6] 38
4 1 520/528 (98%) 429 (82%) 79 (15%) 12 (2%) 6| 38
5 E 521/562 (93%) 443 (85%) 59 (11%) 19 (4%) 30
5 M 521/562 (93%) 443 (85%) 59 (11%) 19 (4%) 30
5 e 521/562 (93%) 442 (85%) 60 (12%) 19 (4%) 30
D m 521/562 (93%) 443 (85%) 59 (11%) 19 (4%) 30
6 F 529/546 (97%) 429 (81%) 82 (16%) 18 (3%) 31
6 N 529/546 (97%) 429 (81%) 82 (16%) 18 (3%) 31
6 f 529/546 (97%) 429 (81%) 82 (16%) 18 (3%) 31
6 n 529/546 (97%) 429 (81%) 82 (16%) 18 (3%) 31
7 G 505/550 (92%) 424 (84%) 60 (12%) 21 (4%) 26
7 O 505/550 (92%) 424 (84%) 60 (12%) 21 (4%) 26
7 g 505/550 (92%) 424 (84%) | 60 (12%) | 21 (4%) 26
7 0 505/550 (92%) 424 (84%) 60 (12%) 21 (4%) 26
8 H 521/568 (92%) 439 (84%) 58 (11%) 24 (5%) 24
8 P 521/568 (92%) 439 (84%) 58 (11%) 24 (5%) 24
8 h 521/568 (92%) 439 (84%) 58 (11%) 24 (5%) 24
8 p 521/568 (92%) 439 (84%) 58 (11%) 24 (5%) 24

All All 16604,/17720 (94%) | 13767 (83%) | 2207 (13%) | 630 (4%) 29

All (630) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 B 5 ILE
2 B 165 ILE
2 B 184 LEU
2 B 185 LYS
2 B 307 GLU
2 B 370 ARG
2 B 470 SER
3 C 16 THR
3 C 210 PRO
3 C 252 TYR
3 C 303 ASP
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Mol | Chain | Res | Type
4 D 205 ASP
4 D 427 LYS
5 E 167 ASP
5 E 351 LEU
bt E 369 LEU
6 F 160 THR
6 F 353 LEU
6 F 460 LYS
6 F 489 VAL
6 F 490 GLY
7 G 46 PRO
7 G 190 ASP
7 G 213 LEU
7 G 487 ASN
7 G 495 PHE
8 H 147 VAL
8 H 483 ASN
8 H 490 VAL
2 J 5 ILE
2 J 165 ILE
2 J 184 LEU
2 J 185 LYS
2 J 307 GLU
2 J 370 ARG
2 J 470 SER
3 K 16 THR
3 K 210 PRO
3 K 252 TYR
3 K 303 ASP
4 L 205 ASP
4 L 427 LYS
bt M 167 ASP
5 M 351 LEU
5 M 369 LEU
6 N 160 THR
6 N 353 LEU
6 N 460 LYS
6 N 489 VAL
6 N 490 GLY
7 O 46 PRO
7 O 190 ASP
7 O 213 LEU
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Mol | Chain | Res | Type
7 O 487 ASN
7 O 495 PHE
8 P 147 VAL
8 P 483 ASN
8 P 490 VAL
2 b 1005 ILE
2 b 1165 ILE
2 b 1184 LEU
2 b 1185 LYS
2 b 1307 | GLU
2 b 1370 | ARG
2 b 1470 SER
3 c 1016 | THR
3 c 1210 | PRO
3 c 1252 | TYR
3 c 1303 ASP
4 d 1205 ASP
4 d 1427 LYS
5 e 1167 ASP
5 e 1351 LEU
) e 1369 LEU
6 f 1160 | THR
6 f 1353 LEU
6 f 1460 LYS
6 f 1489 VAL
6 f 1490 GLY
7 g 1046 | PRO
7 g 1190 ASP
7 g 1213 LEU
7 g 1487 | ASN
7 g 1495 PHE
8 h 1006 | PRO
8 h 1147 VAL
8 h 1483 ASN
8 h 1490 VAL
2 j 1005 ILE
2 j 1165 ILE
2 j 1184 LEU
2 j 1185 LYS
2 j 1307 | GLU
2 j 1370 | ARG
2 j 1470 SER
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Mol | Chain | Res | Type
3 k 1016 | THR
3 k 1210 | PRO
3 k 1252 | TYR
3 k 1303 ASP
4 1 1205 ASP
4 1 1427 LYS
5 m 1167 ASP
5 m 1351 LEU
5 m 1369 LEU
6 n 1160 | THR
6 n 1353 LEU
6 n 1460 LYS
6 n 1489 VAL
6 n 1490 GLY
7 0 1046 | PRO
7 0 1190 ASP
7 0 1213 LEU
7 0 1487 | ASN
7 0 1495 PHE
8 p 1147 VAL
8 p 1483 ASN
8 p 1490 VAL
1 A 11 ASP
1 A 56 ASP
1 A 94 ILE
1 A 265 ASP
1 A 508 LYS
2 B 35 SER
2 B 50 SER
2 B 142 ASN
2 B 220 ASN
2 B 323 GLY
2 B 371 GLY
3 C 19 GLN
3 C 36 ARG
3 C 144 ASP
3 C 258 GLN
3 C 321 LYS
3 C 454 ARG
4 D 188 ASN
4 D 485 ARG
5 E 251 HIS
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Mol | Chain | Res | Type
5 E 347 GLY
5 E 402 LYS
5 E 438 ARG
6 F 138 ILE
6 F 298 GLN
6 F 333 GLY
6 F 467 LEU
6 F 486 THR
7 G 45 GLY
7 G 224 PHE
7 G 256 ASN
7 G 478 TRP
7 G 502 VAL
1 I 11 ASP
1 I 56 ASP
1 I 94 ILE
1 I 265 ASP
1 I 508 LYS
2 J 35 SER
2 J 50 SER
2 J 142 ASN
2 J 220 ASN
2 J 323 GLY
2 J 371 GLY
3 K 19 GLN
3 K 36 ARG
3 K 144 ASP
3 K 258 GLN
3 K 321 LYS
3 K 454 ARG
4 L 188 ASN
4 L 485 ARG
5 M 251 HIS
5 M 347 GLY
5 M 402 LYS
5 M 438 ARG
6 N 138 ILE
6 N 298 GLN
6 N 333 GLY
6 N 467 LEU
6 N 486 THR
7 O 45 GLY
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Mol | Chain | Res | Type
7 O 224 PHE
7 O 256 ASN
7 O 478 TRP
7 O 502 VAL
1 a 1011 ASP
1 a 1056 ASP
1 a 1094 ILE
1 a 1265 ASP
1 a 1508 LYS
2 b 1035 SER
2 b 1050 SER
2 b 1142 ASN
2 b 1220 ASN
2 b 1323 GLY
2 b 1371 GLY
3 c 1019 GLN
3 c 1036 | ARG
3 c 1144 ASP
3 c 1258 GLN
3 c 1321 LYS
3 c 1454 | ARG
4 d 1188 ASN
4 d 1485 | ARG
D e 1251 HIS
5 e 1347 GLY
5 e 1402 LYS
5 e 1438 | ARG
6 f 1138 ILE
6 f 1298 GLN
6 f 1333 GLY
6 f 1467 LEU
6 f 1486 | THR
7 g 1045 GLY
7 g 1224 | PHE
7 g 1256 ASN
7 g 1478 | TRP
7 g 1502 VAL
1 i 1011 ASP
1 i 1056 ASP
1 i 1094 ILE
1 i 1265 ASP
1 i 1508 LYS
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Mol | Chain | Res | Type
2 j 1035 SER
2 j 1050 SER
2 j 1142 ASN
2 j 1220 ASN
2 j 1323 GLY
2 j 1371 GLY
3 k 1019 GLN
3 k 1036 | ARG
3 k 1144 ASP
3 k 1258 GLN
3 k 1321 LYS
3 k 1454 | ARG
4 1 1188 ASN
4 1 1485 | ARG
5 m 1251 HIS
5 m 1347 GLY
5 m 1402 LYS
5 m 1438 | ARG
6 n 1138 ILE
6 n 1298 GLN
6 n 1333 GLY
6 n 1467 LEU
6 n 1486 | THR
7 0 1045 GLY
7 0 1224 | PHE
7 0 1256 ASN
7 o 1478 | TRP
7 0 1502 VAL
1 A 335 ALA
1 A 337 LEU
2 B 15 ALA
2 B 301 LEU
2 B 467 ILE
2 B 478 THR
3 C 52 MET
3 C 256 GLU
3 C 460 ALA
3 C 490 LYS
4 D 17 PRO
4 D 143 SER
4 D 474 GLU
5 E 36 GLY
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Mol | Chain | Res | Type
5 E 190 SER
6 F 204 PRO
7 G 63 SER
7 G 250 LEU
7 G 362 TYR
8 H 6 PRO
8 H 13 LEU
8 H 48 PRO
8 H 146 VAL
8 H 150 ILE
8 H 178 LEU
8 H 343 ARG
8 H 378 ILE
8 H 458 VAL
8 H 460 PRO
8 H 486 GLU
1 I 335 ALA
1 I 337 LEU
2 J 15 ALA
2 J 301 LEU
2 J 467 ILE
2 J 478 THR
3 K 52 MET
3 K 256 GLU
3 K 460 ALA
3 K 490 LYS
4 L 17 PRO
4 L 143 SER
4 L 474 GLU
5 M 36 GLY
5 M 190 SER
6 N 204 PRO
7 O 63 SER
7 O 250 LEU
7 O 362 TYR
8 P 6 PRO
8 P 13 LEU
8 P 48 PRO
8 P 146 VAL
8 P 150 ILE
8 P 178 LEU
8 P 343 ARG
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Mol | Chain | Res | Type
8 P 378 ILE
8 P 458 VAL
8 P 460 PRO
8 P 486 GLU
1 a 1335 ALA
1 a 1337 LEU
2 b 1015 ALA
2 b 1301 LEU
2 b 1467 ILE
2 b 1478 | THR
3 c 1052 | MET
3 c 1256 GLU
3 c 1460 | ALA
3 c 1490 LYS
4 d 1017 | PRO
4 d 1143 SER
4 d 1474 | GLU
5 e 1036 GLY
5 e 1190 SER
6 f 1204 | PRO
7 g 1063 SER
7 g 1250 LEU
7 g 1362 | TYR
8 h 1013 LEU
8 h 1048 | PRO
8 h 1146 VAL
8 h 1150 ILE
8 h 1178 LEU
8 h 1343 | ARG
8 h 1378 ILE
8 h 1458 VAL
8 h 1460 | PRO
8 h 1486 GLU
1 i 1335 ALA
1 i 1337 LEU
2 j 1015 ALA
2 j 1301 LEU
2 j 1467 ILE
2 j 1478 | THR
3 k 1052 | MET
3 k 1256 GLU
3 k 1460 | ALA
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Mol | Chain | Res | Type
3 k 1490 LYS
4 1 1017 | PRO
4 1 1143 SER
4 1 1474 | GLU
bt m 1036 GLY
5 m 1190 SER
6 n 1204 | PRO
7 0 1063 SER
7 o 1250 LEU
7 0 1362 | TYR
8 p 1006 | PRO
8 p 1013 LEU
8 p 1048 | PRO
8 p 1146 VAL
8 p 1150 ILE
8 p 1178 LEU
8 p 1343 | ARG
8 p 1378 ILE
8 p 1458 VAL
8 p 1460 | PRO
8 p 1486 GLU
1 A 74 ASP
1 A 121 HIS
1 A 267 PRO
1 A 518 LEU
2 B 16 GLU
2 B 202 LYS
2 B 246 PHE
2 B 327 SER
3 C 265 LYS
4 D 9 ALA
4 D 95 SER
4 D 382 ALA
5 E 274 CYS
5 E 462 ARG
6 F 167 THR
6 F 343 LEU
7 G 368 CYS
7 G 428 SER
8 H 122 LEU
8 H 233 GLU
8 H 356 GLU
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Mol | Chain | Res | Type
8 H 373 GLN
1 I 74 ASP
1 | 121 HIS
1 I 267 PRO
1 I 518 LEU
2 J 16 GLU
2 J 202 LYS
2 J 246 PHE
2 J 327 SER
3 K 265 LYS
4 L 9 ALA
4 L 95 SER
4 L 382 ALA
5 M 274 CYS
5 M 462 ARG
6 N 167 THR
6 N 343 LEU
7 O 368 CYS
7 O 428 SER
8 P 122 LEU
8 P 233 GLU
8 P 356 GLU
8 P 373 GLN
1 a 1074 ASP
1 a 1121 HIS
1 a 1267 | PRO
1 a 1518 LEU
2 b 1016 GLU
2 b 1202 LYS
2 b 1246 PHE
2 b 1327 SER
3 c 1265 LYS
4 d 1009 ALA
4 d 1095 SER
4 d 1382 ALA
5 e 1274 CYS
5 e 1462 | ARG
6 f 1167 | THR
6 f 1343 LEU
7 g 1368 CYS
7 g 1428 SER
8 h 1122 LEU
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Mol | Chain | Res | Type
8 h 1233 GLU
8 h 1356 GLU
8 h 1373 GLN
1 i 1074 ASP
1 i 1121 HIS
1 i 1267 | PRO
1 i 1518 LEU
2 j 1016 GLU
2 j 1202 LYS
2 j 1246 PHE
2 j 1327 SER
3 k 1265 LYS
4 1 1009 ALA
4 1 1095 SER
4 1 1382 ALA
5 m 1274 CYS
5 m 1462 | ARG
6 n 1167 | THR
6 n 1343 LEU
7 0 1368 CYS
7 o 1428 SER
8 p 1122 LEU
8 p 1233 GLU
8 p 1356 GLU
8 p 1373 GLN
1 A 199 PRO
1 A 367 SER
2 B 293 TYR
3 C 30 ALA
3 C 249 PRO
4 D 294 ARG
4 D 431 SER
5 E 147 ALA
5 E 279 PRO
5 E 376 THR
6 F 24 THR
6 F 188 ASN
7 G 337 THR
8 H 49 CYS
8 H 322 LYS
1 I 199 PRO
1 I 367 SER
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Mol | Chain | Res | Type
2 J 293 TYR
3 K 30 ALA
3 K 249 PRO
4 L 294 ARG
4 L 431 SER
5 M 147 ALA
5 M 279 PRO
5 M 376 THR
6 N 24 THR
6 N 188 ASN
7 O 337 THR
8 P 49 CYS
8 P 322 LYS
1 a 1199 | PRO
1 a 1367 SER
2 b 1293 | TYR
3 c 1030 | ALA
3 c 1249 | PRO
4 d 1294 | ARG
4 d 1431 SER
) e 1147 | ALA
5 e 1279 | PRO
5 e 1376 | THR
6 f 1024 | THR
6 f 1188 ASN
7 g 1337 | THR
8 h 1049 CYS
8 h 1322 LYS
1 i 1199 | PRO
1 i 1367 SER
2 j 1293 | TYR
3 k 1030 | ALA
3 k 1249 | PRO
4 1 1294 | ARG
4 1 1431 SER
5 m 1147 |  ALA
5 m 1279 | PRO
5 m 1376 | THR
6 n 1024 | THR
6 n 1188 ASN
7 o 1337 | THR
8 p 1049 CYS
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Mol | Chain | Res | Type
8 p 1322 LYS
1 A 55 ASP
1 A 7 HIS
2 B 372 ALA
bt E 254 MET
6 F 183 ASP
7 G 67 ALA
7 G 479 TYR
8 H 187 SER
8 H 484 VAL
1 I 55 ASP
1 I 7 HIS
2 J 372 ALA
5 M 254 MET
6 N 183 ASP
7 O 67 ALA
7 0O 479 TYR
8 P 187 SER
8 P 484 VAL
1 a 1055 ASP
1 a 1077 HIS
5 e 1254 | MET
6 f 1183 ASP
7 g 1067 | ALA
7 g 1479 | TYR
8 h 1187 SER
8 h 1484 VAL
1 i 1055 ASP
1 i 1077 HIS
2 j 1372 ALA
5 m 1254 | MET
6 n 1183 ASP
7 0 1067 | ALA
7 0 1479 | TYR
8 p 1187 SER
8 p 1484 VAL
1 A 22 GLY
1 A 376 GLY
1 A 549 PRO
2 B 117 PRO
3 C 410 PRO
5 E 493 GLY
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Mol | Chain | Res | Type
8 H 284 ILE
8 H 324 PRO
1 I 22 GLY
1 I 376 GLY
1 I 549 PRO
2 J 117 PRO
3 K 410 PRO
5 M 493 GLY
8 P 284 ILE
8 P 324 PRO
1 a 1022 GLY
1 a 1376 GLY
1 a 1549 | PRO
2 b 1117 | PRO
3 c 1410 | PRO
5 e 1493 GLY
8 h 1284 ILE
8 h 1324 | PRO
1 i 1022 GLY
1 i 1376 GLY
1 i 1549 | PRO
2 j 1117 | PRO
3 k 1410 | PRO
D m 1493 GLY
8 p 1284 ILE
8 p 1324 | PRO
1 A 292 GLY
2 B 88 VAL
5 E 440 VAL
1 I 292 GLY
2 J 88 VAL
bt M 440 VAL
1 a 1292 GLY
2 b 1088 VAL
5 e 1440 VAL
1 i 1292 GLY
2 j 1088 VAL
5 m 1440 VAL
7 G 412 GLY
7 G 528 GLY
7 O 412 GLY
7 O 528 GLY
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Mol | Chain | Res | Type
7 g 1412 GLY
7 g 1528 GLY
7 0 1412 GLY
7 0 1528 GLY
3 C 142 PRO
5 E 386 GLY
6 F 412 ILE
7 G 62 ILE
3 K 142 PRO
5 M 386 GLY
6 N 412 ILE
6 N 512 VAL
7 O 62 ILE
3 c 1142 | PRO
) e 1386 GLY
6 f 1412 ILE
7 g 1062 ILE
3 k 1142 | PRO
5 m 1386 GLY
6 n 1412 ILE
7 o 1062 ILE
3 C 50 ASP
) E 507 ILE
6 F 512 VAL
3 K 50 ASP
5 M 507 ILE
) e 1507 ILE
6 f 1512 VAL
3 k 1050 ASP
5 m 1507 ILE
6 n 1512 VAL

5.3.2 Protein sidechains (1)

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

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

analysed, and the total number of residues.
Continued on next page...
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‘ Mol ‘ Chain ‘ Analysed ‘ Rotameric ‘ Outliers ‘ Percentiles ‘
Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 301/471 (64%) 274 (91%) 27 (9%)
1 I 301/471 (64%) 274 (91%) 27 (9%)
1 a 301/471 (64%) 274 (91%) 27 (9%)
1 i 301/471 (64%) 274 (91%) 27 (9%)
2 B 320/441 (73%) 263 (82%) 57 (18%
2 J 320/441 (73%) 263 (82%) 57 (18%
2 b 320/441 (73%) 262 (82%) 58 (18%
2 j 319/441 (72%) 262 (82%) 57 (18%
3 C 295/497 (59%) 268 (91%) 27 (9%)
3 K 296,/497 (60%) 269 (91%) 27 (9%)
3 c 297/497 (60%) 270 (91%) 27 (9%)
3 k 297/497 (60%) 270 (91%) 27 (9%)
4 D 290/454 (64%) 261 (90%) 29 (10%
4 L 290/454 (64%) 261 (90%) 29 (10%
4 d 290/454 (64%) 261 (90%) 29 (10%
4 1 290/454 (64%) 261 (90%) 29 (10%
5 E 293/483 (61%) 257 (88%) 36 (12%
5 M 293/483 (61%) 257 (88%) 36 (12%
5 e 293/483 (61%) 257 (88%) 36 (12%
5 m 293/483 (61%) 257 (88%) 36 (12%
6 F 334/463 (72%) 273 (82%) 61 (18%
6 N 333/463 (72%) 273 (82%) 60 (18%
6 f 334/463 (72%) 272 (81%) 62 (19%
6 n 333/463 (72%) 272 (82%) 61 (18%
7 G 275/454 (61%) 241 (88%) 34 (12%
7 O 274/454 (60%) 240 (88%) 34 (12%
7 g 274/454 (60%) 240 (88%) 34 (12%
7 0 274/454 (60%) 240 (88%) 34 (12%
8 H 307/473 (65%) 276 (90%) 31 (10%
8 P 307/473 (65%) 276 (90%) 31 (10%
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
8 h 306/473 (65%) 275 (90%) 31 (10%) 32
8 p 307/473 (65%) 276 (90%) 31 (10%) 32
All All 9658/14944 (65%) | 8449 (88%) | 1209 (12%) 24

All (1209) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 8 SER
1 A 13 LEU
1 A 44 LEU
1 A 50 ASP
1 A 74 ASP
1 A 76 GLN
1 A 90 GLN
1 A 91 ASP
1 A 119 LYS
1 A 120 ILE
1 A 187 VAL
1 A 204 ASN
1 A 225 ASN
1 A 226 CYS
1 A 228 VAL
1 A 248 ASP
1 A 255 ARG
1 A 344 LEU
1 A 350 PHE
1 A 402 LEU
1 A 404 ASP
1 A 419 VAL
1 A 446 LEU
1 A 484 SER
1 A 496 SER
1 A 532 LEU
1 A 548 ASP
2 B 4 GLN
2 B 5 ILE
2 B 8 ASP
2 B 19 ARG
2 B 27 ILE
2 B 31 ASP
2 B 32 LEU
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Mol | Chain | Res | Type
2 B 33 VAL
2 B 43 ASP
2 B 57 THR
2 B 58 ASN
2 B 66 SER
2 B 80 ILE
2 B 92 THR
2 B 145 ASP
2 B 146 LYS
2 B 149 PHE
2 B 166 LEU
2 B 176 LEU
2 B 197 LYS
2 B 203 LEU
2 B 213 ILE
2 B 217 LYS
2 B 228 ASN
2 B 231 ILE
2 B 233 ILE
2 B 238 LEU
2 B 239 ASP
2 B 245 ILE
2 B 246 PHE
2 B 268 LYS
2 B 285 ILE
2 B 287 ARG
2 B 289 LEU
2 B 307 GLU
2 B 329 PHE
2 B 331 GLU
2 B 350 GLU
2 B 357 SER
2 B 375 GLN
2 B 379 GLU
2 B 382 ARG
2 B 399 ARG
2 B 406 CYS
2 B 409 MET
2 B 427 SER
2 B 444 LEU
2 B 462 SER
2 B 463 ILE
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Mol | Chain | Res | Type
2 B 465 ASN
2 B 468 SER
2 B 474 LEU
2 B 475 ASN
2 B 490 SER
2 B 492 LYS
2 B 508 LEU
2 B 512 ASP
3 C 8 MET
3 C 25 ILE
3 C 26 THR
3 C 44 MET
3 C 48 LEU
3 C 57 LEU
3 C 64 ILE
3 C 143 VAL
3 C 165 ILE
3 C 170 LYS
3 C 182 VAL
3 C 184 LYS
3 C 209 ILE
3 C 225 LEU
3 C 226 ASN
3 C 239 GLU
3 C 248 CYS
3 C 250 LEU
3 C 259 THR
3 C 265 LYS
3 C 297 THR
3 C 302 SER
3 C 433 GLN
3 C 456 LEU
3 C 491 ILE
3 C 492 VAL
3 C 519 LEU
4 D 70 ILE
4 D 94 THR
4 D 98 ILE
4 D 100 THR
4 D 135 LEU
4 D 139 CYS
4 D 144 LEU
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Mol | Chain | Res | Type
4 D 146 ASP
4 D 147 ARG
4 D 161 LYS
4 D 175 VAL
4 D 187 LYS
4 D 193 ASP
4 D 194 ILE
4 D 198 LYS
4 D 209 MET
4 D 210 ILE
4 D 231 LYS
4 D 241 ILE
4 D 253 ILE
4 D 263 ILE
4 D 385 MET
4 D 392 ARG
4 D 410 LEU
4 D 424 ARG
4 D 461 ASN
4 D 482 ILE
4 D 502 LEU
4 D 528 ARG
5 E 61 ILE
D E 82 THR
5 E 86 ASP
5 E 93 GLN
5 E 103 LEU
5 E 106 GLN
5 E 107 LEU
5 E 108 SER
5 E 109 LYS
bt E 148 ASN
5 E 150 PHE
5 E 165 CYS
5 E 169 SER
5 E 175 LEU
5 E 187 SER
5 E 210 ASN
5 E 222 ASP
5 E 236 ASP
5 E 241 ASN
5 E 245 LEU
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Mol | Chain | Res | Type
5 E 273 THR
5 E 296 GLN
5 E 324 GLN
5 E 325 TRP
bt E 351 LEU
5 E 352 GLU
5 E 368 ASP
5 E 382 GLU
5 E 396 GLU
5 E 431 ARG
5 E 440 VAL
5 E 469 PHE
5 E 492 ILE
) E 507 ILE
5 E 535 LYS
5 E 547 MET
6 F 1 MET
6 F 3 LEU
6 F 4 GLN
6 F 5 LEU
6 F 6 LEU
6 F 16 ASP
6 F 27 GLU
6 F 37 LEU
6 F 43 LEU
6 F 53 ILE
6 F 68 ILE
6 F 93 THR
6 F 102 LEU
6 F 113 VAL
6 F 117 ILE
6 F 133 LEU
6 F 142 ASN
6 F 143 LEU
6 F 152 GLN
6 F 158 LEU
6 F 171 THR
6 F 183 ASP
6 F 196 ILE
6 F 197 MET
6 F 198 GLN
6 F 209 PHE
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Mol | Chain | Res | Type
6 F 213 LEU
6 F 243 GLU
6 F 294 VAL
6 F 295 ILE
6 F 321 LYS
6 F 323 ARG
6 F 328 LEU
6 F 330 LEU
6 F 370 ASN
6 F 376 CYS
6 F 378 ILE
6 F 390 GLN
6 F 407 LYS
6 F 409 LYS
6 F 424 ARG
6 F 433 LYS
6 F 434 LEU
6 F 437 LYS
6 F 440 THR
6 F 442 THR
6 F 454 ILE
6 F 457 THR
6 F 458 LEU
6 F 483 SER
6 F 484 ASP
6 F 486 THR
6 F 489 VAL
6 F 513 LEU
6 F 515 ASN
6 F 518 THR
6 F 538 ARG
6 F 540 THR
6 F 541 LEU
6 F 542 LYS
6 F 544 THR
7 G 36 VAL
7 G 37 GLN
7 G 43 THR
7 G 52 LEU
7 G 58 GLN
7 G 64 ASN
7 G 71 LYS
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Mol | Chain | Res | Type
7 G 82 THR
7 G 86 ILE
7 G 100 SER
7 G 120 ILE
7 G 123 HIS
7 G 156 GLU
7 G 157 LEU
7 G 174 ASN
7 G 191 ARG
7 G 232 GLN
7 G 234 LYS
7 G 282 LEU
7 G 285 VAL
7 G 305 GLN
7 G 312 ILE
7 G 346 LEU
7 G 376 LEU
7 G 377 LEU
7 G 393 LEU
7 G 399 ILE
7 G 408 LEU
7 G 410 VAL
7 G 418 MET
7 G 488 ILE
7 G 514 THR
7 G 516 LEU
7 G 527 LYS
8 H 15 LYS
8 H 27 GLN
8 H 28 ILE
8 H 29 ILE
8 H 32 ILE
8 H 62 ILE
8 H 66 ASN
8 H 74 GLU
8 H 76 ASP
8 H 7 ILE
8 H 92 GLN
8 H 153 LYS
8 H 175 GLU
8 H 209 VAL
8 H 237 LYS
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Mol | Chain | Res | Type
8 H 244 LYS
8 H 267 LEU
8 H 314 ASN
8 H 316 TYR
8 H 320 VAL
8 H 343 ARG
8 H 352 LEU
8 H 386 LEU
8 H 390 THR
8 H 408 VAL
8 H 430 LEU
8 H 451 GLN
8 H 466 THR
8 H 473 GLU
8 H 494 HIS
8 H 532 THR
1 I 8 SER
1 I 13 LEU
1 I 44 LEU
1 I 50 ASP
1 I 74 ASP
1 I 76 GLN
1 I 90 GLN
1 I 91 ASP
1 I 119 LYS
1 I 120 ILE
1 I 187 VAL
1 I 204 ASN
1 I 225 ASN
1 I 226 CYS
1 I 228 VAL
1 I 248 ASP
1 I 255 ARG
1 I 344 LEU
1 I 350 PHE
1 I 402 LEU
1 I 404 ASP
1 I 419 VAL
1 I 446 LEU
1 I 484 SER
1 I 496 SER
1 I 532 LEU
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Mol | Chain | Res | Type
1 I 548 ASP
2 J 4 GLN
2 J 5 ILE
2 J 8 ASP
2 J 19 ARG
2 J 27 ILE
2 J 31 ASP
2 J 32 LEU
2 J 33 VAL
2 J 43 ASP
2 J 57 THR
2 J 58 ASN
2 J 66 SER
2 J 80 ILE
2 J 92 THR
2 J 145 ASP
2 J 146 LYS
2 J 149 PHE
2 J 166 LEU
2 J 176 LEU
2 J 197 LYS
2 J 203 LEU
2 J 213 ILE
2 J 217 LYS
2 J 228 ASN
2 J 231 ILE
2 J 233 ILE
2 J 238 LEU
2 J 239 ASP
2 J 245 ILE
2 J 246 PHE
2 J 268 LYS
2 J 285 ILE
2 J 287 ARG
2 J 289 LEU
2 J 307 GLU
2 J 329 PHE
2 J 331 GLU
2 J 350 GLU
2 J 357 SER
2 J 375 GLN
2 J 379 GLU
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Mol | Chain | Res | Type
2 J 382 ARG
2 J 399 ARG
2 J 406 CYS
2 J 409 MET
2 J 427 SER
2 J 444 LEU
2 J 462 SER
2 J 463 ILE
2 J 465 ASN
2 J 468 SER
2 J 474 LEU
2 J 475 ASN
2 J 490 SER
2 J 492 LYS
2 J 508 LEU
2 J 512 ASP
3 K 8 MET
3 K 25 ILE
3 K 26 THR
3 K 44 MET
3 K 48 LEU
3 K 57 LEU
3 K 64 ILE
3 K 143 VAL
3 K 165 ILE
3 K 170 LYS
3 K 182 VAL
3 K 184 LYS
3 K 209 ILE
3 K 225 LEU
3 K 226 ASN
3 K 239 GLU
3 K 248 CYS
3 K 250 LEU
3 K 259 THR
3 K 265 LYS
3 K 297 THR
3 K 302 SER
3 K 433 GLN
3 K 456 LEU
3 K 491 ILE
3 K 492 VAL
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Mol | Chain | Res | Type
3 K 519 LEU
4 L 70 ILE
4 L 94 THR
4 L 98 ILE
4 L 100 THR
4 L 135 LEU
4 L 139 CYS
4 L 144 LEU
4 L 146 ASP
4 L 147 ARG
4 L 161 LYS
4 L 175 VAL
4 L 187 LYS
4 L 193 ASP
4 L 194 ILE
4 L 198 LYS
4 L 209 MET
4 L 210 ILE
4 L 231 LYS
4 L 241 ILE
4 L 253 ILE
4 L 263 ILE
4 L 385 MET
4 L 392 ARG
4 L 410 LEU
4 L 424 ARG
4 L 461 ASN
4 L 482 ILE
4 L 502 LEU
4 L 528 ARG
5 M 61 ILE
bt M 82 THR
5 M 86 ASP
5 M 93 GLN
5 M 103 LEU
5 M 106 GLN
5 M 107 LEU
5 M 108 SER
5 M 109 LYS
5 M 148 ASN
5 M 150 PHE
5 M 165 CYS
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Mol | Chain | Res | Type
5 M 169 SER
5 M 175 LEU
5 M 187 SER
5 M 210 ASN
5 M 222 ASP
5 M 236 ASP
5 M 241 ASN
5 M 245 LEU
5 M 273 THR
5 M 296 GLN
5 M 324 GLN
5 M 325 TRP
5 M 351 LEU
5 M 352 GLU
5 M 368 ASP
5 M 382 GLU
5 M 396 GLU
5 M 431 ARG
5 M 440 VAL
5 M 469 PHE
5 M 492 ILE
5 M 507 ILE
5 M 535 LYS
D M 547 MET
6 N 1 MET
6 N 3 LEU
6 N 4 GLN
6 N 5 LEU
6 N 6 LEU
6 N 16 ASP
6 N 27 GLU
6 N 37 LEU
6 N 53 ILE
6 N 68 ILE
6 N 93 THR
6 N 102 LEU
6 N 113 VAL
6 N 117 ILE
6 N 133 LEU
6 N 142 ASN
6 N 143 LEU
6 N 152 GLN
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Mol | Chain | Res | Type
6 N 158 LEU
6 N 171 THR
6 N 183 ASP
6 N 196 ILE
6 N 197 MET
6 N 198 GLN
6 N 209 PHE
6 N 213 LEU
6 N 243 GLU
6 N 294 VAL
6 N 295 ILE
6 N 321 LYS
6 N 323 ARG
6 N 328 LEU
6 N 330 LEU
6 N 370 ASN
6 N 376 CYS
6 N 378 ILE
6 N 390 GLN
6 N 407 LYS
6 N 409 LYS
6 N 424 ARG
6 N 433 LYS
6 N 434 LEU
6 N 437 LYS
6 N 440 THR
6 N 442 THR
6 N 454 ILE
6 N 457 THR
6 N 458 LEU
6 N 483 SER
6 N 484 ASP
6 N 486 THR
6 N 489 VAL
6 N 513 LEU
6 N 515 ASN
6 N 518 THR
6 N 538 ARG
6 N 540 THR
6 N 541 LEU
6 N 542 LYS
6 N 544 THR
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Mol | Chain | Res | Type
7 O 36 VAL
7 O 37 GLN
7 O 43 THR
7 O 52 LEU
7 O 58 GLN
7 O 64 ASN
7 O 71 LYS
7 O 82 THR
7 O 86 ILE
7 O 100 SER
7 O 120 ILE
7 O 123 HIS
7 O 156 GLU
7 O 157 LEU
7 O 174 ASN
7 O 191 ARG
7 0O 232 GLN
7 O 234 LYS
7 O 282 LEU
7 O 285 VAL
7 O 305 GLN
7 O 312 ILE
7 O 346 LEU
7 O 376 LEU
7 O 377 LEU
7 O 393 LEU
7 O 399 ILE
7 O 408 LEU
7 O 410 VAL
7 O 418 MET
7 O 488 ILE
7 O 514 THR
7 O 516 LEU
7 O 527 LYS
8 P 15 LYS
8 P 27 GLN
8 P 28 ILE
8 P 29 ILE
8 P 32 ILE
8 P 62 ILE
8 P 66 ASN
8 P 74 GLU
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Mol | Chain | Res | Type
8 P 76 ASP
8 P 7 ILE
8 P 92 GLN
8 P 153 LYS
8 P 175 GLU
8 P 209 VAL
8 P 237 LYS
8 P 244 LYS
8 P 267 LEU
8 P 314 ASN
8 P 316 TYR
8 P 320 VAL
8 P 343 ARG
8 P 352 LEU
8 P 386 LEU
8 P 390 THR
8 P 408 VAL
8 P 430 LEU
8 P 451 GLN
8 P 466 THR
8 P 473 GLU
8 P 494 HIS
8 P 532 THR
1 a 1008 SER
1 a 1013 LEU
1 a 1044 LEU
1 a 1050 ASP
1 a 1074 ASP
1 a 1076 GLN
1 a 1090 | GLN
1 a 1091 ASP
1 a 1119 LYS
1 a 1120 ILE
1 a 1187 VAL
1 a 1204 ASN
1 a 1225 ASN
1 a 1226 CYS
1 a 1228 VAL
1 a 1248 ASP
1 a 1255 | ARG
1 a 1344 LEU
1 a 1350 | PHE
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Mol | Chain | Res | Type
1 a 1402 LEU
1 a 1404 ASP
1 a 1419 VAL
1 a 1446 LEU
1 a 1484 SER
1 a 1496 SER
1 a 1532 LEU
1 a 1548 ASP
2 b 1004 | GLN
2 b 1005 ILE
2 b 1008 ASP
2 b 1019 | ARG
2 b 1027 ILE
2 b 1031 ASP
2 b 1032 LEU
2 b 1033 VAL
2 b 1043 ASP
2 b 1057 | THR
2 b 1058 ASN
2 b 1066 SER
2 b 1080 ILE
2 b 1092 | THR
2 b 1145 ASP
2 b 1146 LYS
2 b 1149 PHE
2 b 1166 LEU
2 b 1176 LEU
2 b 1197 LYS
2 b 1203 LEU
2 b 1213 ILE
2 b 1217 LYS
2 b 1228 ASN
2 b 1231 ILE
2 b 1233 ILE
2 b 1238 LEU
2 b 1239 ASP
2 b 1245 ILE
2 b 1246 PHE
2 b 1268 LYS
2 b 1285 ILE
2 b 1287 | ARG
2 b 1289 LEU
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Mol | Chain | Res | Type
2 b 1307 | GLU
2 b 1329 PHE
2 b 1331 GLU
2 b 1348 LEU
2 b 1350 | GLU
2 b 1357 SER
2 b 1375 GLN
2 b 1379 GLU
2 b 1382 | ARG
2 b 1399 | ARG
2 b 1406 CYS
2 b 1409 | MET
2 b 1427 SER
2 b 1444 LEU
2 b 1462 SER
2 b 1463 ILE
2 b 1465 ASN
2 b 1468 SER
2 b 1474 LEU
2 b 1475 ASN
2 b 1490 SER
2 b 1492 LYS
2 b 1508 LEU
2 b 1512 ASP
3 c 1008 | MET
3 c 1025 ILE
3 c 1026 | THR
3 c 1044 | MET
3 c 1048 LEU
3 c 1057 LEU
3 c 1064 ILE
3 c 1143 VAL
3 c 1165 ILE
3 c 1170 LYS
3 c 1182 VAL
3 c 1184 LYS
3 c 1209 ILE
3 c 1225 LEU
3 c 1226 ASN
3 c 1239 GLU
3 c 1248 CYS
3 c 1250 LEU
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Mol | Chain | Res | Type
3 c 1259 | THR
3 c 1265 LYS
3 c 1297 | THR
3 c 1302 SER
3 c 1433 GLN
3 c 1456 LEU
3 c 1491 ILE
3 c 1492 VAL
3 c 1519 LEU
4 d 1070 ILE
4 d 1094 | THR
4 d 1098 ILE
4 d 1100 | THR
4 d 1135 LEU
4 d 1139 CYS
4 d 1144 LEU
4 d 1146 ASP
4 d 1147 | ARG
4 d 1161 LYS
4 d 1175 VAL
4 d 1187 LYS
4 d 1193 ASP
4 d 1194 ILE
4 d 1198 LYS
4 d 1209 | MET
4 d 1210 ILE
4 d 1231 LYS
4 d 1241 ILE
4 d 1253 ILE
4 d 1263 ILE
4 d 1385 | MET
4 d 1392 | ARG
4 d 1410 LEU
4 d 1424 | ARG
4 d 1461 ASN
4 d 1482 ILE
4 d 1502 LEU
4 d 1528 | ARG
5 e 1061 ILE
5 e 1082 | THR
) e 1086 ASP
) e 1093 GLN

Continued on next page...
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Mol | Chain | Res | Type
5 e 1103 LEU
5 e 1106 GLN
5 e 1107 LEU
5 e 1108 SER
bt e 1109 LYS
5 e 1148 ASN
) e 1150 | PHE
5 e 1165 CYS
5 e 1169 SER
5 e 1175 LEU
5 e 1187 SER
5 e 1210 ASN
5 e 1222 ASP
5 e 1236 ASP
5 e 1241 ASN
5 e 1245 LEU
5 e 1273 | THR
5 e 1296 GLN
5 e 1324 | GLN
5 e 1325 | TRP
5 e 1351 LEU
5 e 1352 GLU
5 e 1368 ASP
D e 1382 GLU
5 e 1396 GLU
5 e 1431 | ARG
5 e 1440 VAL
) e 1469 PHE
5 e 1492 ILE
5 e 1507 ILE
5 e 1535 LYS
bt e 1547 | MET
6 f 1001 | MET
6 f 1003 LEU
6 f 1004 | GLN
6 f 1005 LEU
6 f 1006 LEU
6 f 1016 ASP
6 f 1027 | GLU
6 f 1037 LEU
6 f 1043 LEU
6 f 1053 ILE

Continued on next page...
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Mol | Chain | Res | Type
6 f 1068 ILE
6 f 1093 | THR
6 f 1102 LEU
6 f 1113 VAL
6 f 1117 ILE
6 f 1133 LEU
6 f 1142 ASN
6 f 1143 LEU
6 f 1152 GLN
6 f 1158 LEU
6 f 1171 | THR
6 f 1183 ASP
6 f 1196 ILE
6 f 1197 | MET
6 f 1198 GLN
6 f 1209 PHE
6 f 1213 LEU
6 f 1243 GLU
6 f 1294 VAL
6 f 1295 ILE
6 f 1321 LYS
6 f 1323 | ARG
6 f 1328 LEU
6 f 1330 LEU
6 f 1370 ASN
6 f 1376 CYS
6 f 1378 ILE
6 f 1390 | GLN
6 f 1407 LYS
6 f 1409 LYS
6 f 1424 | ARG
6 f 1433 LYS
6 f 1434 LEU
6 f 1437 LYS
6 f 1439 LYS
6 f 1440 | THR
6 f 1442 | THR
6 f 1454 ILE
6 f 1457 | THR
6 f 1458 LEU
6 f 1483 SER
6 f 1484 ASP

Continued on next page...
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Mol | Chain | Res | Type
6 f 1486 | THR
6 f 1489 VAL
6 f 1513 LEU
6 f 1515 ASN
6 f 1518 | THR
6 f 1538 | ARG
6 f 1540 | THR
6 f 1541 LEU
6 f 1542 LYS
6 f 1544 | THR
7 g 1036 VAL
7 g 1037 | GLN
7 g 1043 | THR
7 g 1052 LEU
7 g 1058 GLN
7 g 1064 ASN
7 g 1071 LYS
7 g 1082 | THR
7 g 1086 ILE
7 g 1100 SER
7 g 1120 ILE
7 g 1123 HIS
7 g 1156 GLU
7 g 1157 LEU
7 g 1174 ASN
7 g 1191 | ARG
7 g 1232 GLN
7 g 1234 LYS
7 g 1282 LEU
7 g 1285 VAL
7 g 1305 GLN
7 g 1312 ILE
7 g 1346 LEU
7 g 1376 LEU
7 g 1377 LEU
7 g 1393 LEU
7 g 1399 ILE
7 g 1408 LEU
7 g 1410 VAL
7 g 1418 | MET
7 g 1488 ILE
7 g 1514 | THR

Continued on next page...
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Mol | Chain | Res | Type
7 g 1516 LEU
7 g 1527 LYS
8 h 1015 LYS
8 h 1027 | GLN
8 h 1028 ILE
8 h 1029 ILE
8 h 1032 ILE
8 h 1062 ILE
8 h 1066 ASN
8 h 1074 | GLU
8 h 1076 ASP
8 h 1077 ILE
8 h 1092 GLN
8 h 1153 LYS
8 h 1175 GLU
8 h 1209 VAL
8 h 1237 LYS
8 h 1244 LYS
8 h 1267 LEU
8 h 1314 ASN
8 h 1316 | TYR
8 h 1320 VAL
8 h 1343 | ARG
8 h 1352 LEU
8 h 1386 LEU
8 h 1390 | THR
8 h 1408 VAL
8 h 1430 LEU
8 h 1451 GLN
8 h 1466 | THR
8 h 1473 GLU
8 h 1494 HIS
8 h 1532 | THR
1 i 1008 SER
1 i 1013 LEU
1 i 1044 LEU
1 i 1050 ASP
1 i 1074 ASP
1 i 1076 GLN
1 i 1090 | GLN
1 i 1091 ASP
1 i 1119 LYS

Continued on next page...



Page 213 Full wwPDB X-ray Structure Validation Report 4V81

Continued from previous page...

Mol | Chain | Res | Type
1 i 1120 ILE
1 i 1187 VAL
1 i 1204 ASN
1 i 1225 ASN
1 i 1226 CYS
1 i 1228 VAL
1 i 1248 ASP
1 i 1255 | ARG
1 i 1344 LEU
1 i 1350 | PHE
1 i 1402 LEU
1 i 1404 ASP
1 i 1419 VAL
1 i 1446 LEU
1 i 1484 SER
1 i 1496 SER
1 i 1532 LEU
1 i 1548 ASP
2 j 1004 | GLN
2 j 1005 ILE
2 j 1008 ASP
2 j 1019 | ARG
2 j 1027 ILE
2 j 1031 ASP
2 j 1032 LEU
2 j 1033 VAL
2 j 1043 ASP
2 j 1057 | THR
2 j 1058 ASN
2 j 1066 SER
2 j 1080 ILE
2 j 1092 | THR
2 j 1145 ASP
2 j 1146 LYS
2 j 1149 PHE
2 j 1166 LEU
2 j 1176 LEU
2 j 1197 LYS
2 j 1203 LEU
2 j 1213 ILE
2 j 1217 LYS
2 j 1228 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 j 1231 ILE
2 j 1233 ILE
2 j 1238 LEU
2 j 1239 ASP
2 j 1245 ILE
2 j 1246 PHE
2 j 1268 LYS
2 j 1285 ILE
2 j 1287 | ARG
2 j 1289 LEU
2 j 1307 | GLU
2 j 1329 PHE
2 j 1331 GLU
2 j 1350 | GLU
2 j 1357 SER
2 j 1375 GLN
2 j 1379 GLU
2 j 1382 | ARG
2 j 1399 | ARG
2 j 1406 CYS
2 j 1409 | MET
2 j 1427 SER
2 j 1444 LEU
2 j 1462 SER
2 j 1463 ILE
2 j 1465 ASN
2 j 1468 SER
2 j 1474 LEU
2 j 1475 ASN
2 j 1490 SER
2 j 1492 LYS
2 j 1508 LEU
2 j 1512 ASP
3 k 1008 | MET
3 k 1025 ILE
3 k 1026 | THR
3 k 1044 | MET
3 k 1048 LEU
3 k 1057 LEU
3 k 1064 ILE
3 k 1143 VAL
3 k 1165 ILE
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Mol | Chain | Res | Type
3 k 1170 LYS
3 k 1182 VAL
3 k 1184 LYS
3 k 1209 ILE
3 k 1225 LEU
3 k 1226 ASN
3 k 1239 GLU
3 k 1248 CYS
3 k 1250 LEU
3 k 1259 | THR
3 k 1265 LYS
3 k 1297 | THR
3 k 1302 SER
3 k 1433 GLN
3 k 1456 LEU
3 k 1491 ILE
3 k 1492 VAL
3 k 1519 LEU
4 1 1070 ILE
4 1 1094 | THR
4 1 1098 ILE
4 1 1100 | THR
4 1 1135 LEU
4 1 1139 CYS
4 1 1144 LEU
4 1 1146 ASP
4 1 1147 | ARG
4 1 1161 LYS
4 1 1175 VAL
4 1 1187 LYS
4 1 1193 ASP
4 1 1194 ILE
4 1 1198 LYS
4 1 1209 | MET
4 1 1210 ILE
4 1 1231 LYS
4 1 1241 ILE
4 1 1253 ILE
4 1 1263 ILE
4 1 1385 | MET
4 1 1392 | ARG
4 1 1410 LEU
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Mol | Chain | Res | Type
4 1 1424 | ARG
4 1 1461 ASN
4 1 1482 ILE
4 1 1502 LEU
4 1 1528 | ARG
5 m 1061 ILE
5 m 1082 | THR
5 m 1086 ASP
5 m 1093 GLN
5 m 1103 LEU
5 m 1106 GLN
5 m 1107 LEU
5 m 1108 SER
5 m 1109 LYS
5 m 1148 ASN
5 m 1150 | PHE
5 m 1165 CYS
5 m 1169 SER
5 m 1175 LEU
5 m 1187 SER
5 m 1210 ASN
5 m 1222 ASP
5 m 1236 ASP
5 m 1241 ASN
5 m 1245 LEU
5 m 1273 | THR
5 m 1296 GLN
5 m 1324 | GLN
5 m 1325 | TRP
5 m 1351 LEU
5 m 1352 GLU
bt m 1368 ASP
5 m 1382 GLU
5 m 1396 GLU
5 m 1431 | ARG
5 m 1440 VAL
5 m 1469 PHE
5 m 1492 ILE
5 m 1507 ILE
5 m 1535 LYS
5 m 1547 | MET
6 n 1001 | MET
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Mol | Chain | Res | Type
6 n 1003 LEU
6 n 1004 | GLN
6 n 1005 LEU
6 n 1006 LEU
6 n 1016 ASP
6 n 1027 | GLU
6 n 1037 LEU
6 n 1043 LEU
6 n 1053 ILE
6 n 1068 ILE
6 n 1093 | THR
6 n 1102 LEU
6 n 1113 VAL
6 n 1117 ILE
6 n 1133 LEU
6 n 1142 ASN
6 n 1143 LEU
6 n 1152 GLN
6 n 1158 LEU
6 n 1171 | THR
6 n 1183 ASP
6 n 1196 ILE
6 n 1197 | MET
6 n 1198 GLN
6 n 1209 PHE
6 n 1213 LEU
6 n 1243 GLU
6 n 1294 VAL
6 n 1295 ILE
6 n 1321 LYS
6 n 1323 | ARG
6 n 1328 LEU
6 n 1330 LEU
6 n 1370 ASN
6 n 1376 CYS
6 n 1378 ILE
6 n 1390 | GLN
6 n 1407 LYS
6 n 1409 LYS
6 n 1424 | ARG
6 n 1433 LYS
6 n 1434 LEU
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Mol | Chain | Res | Type
6 n 1437 LYS
6 n 1440 | THR
6 n 1442 | THR
6 n 1454 ILE
6 n 1457 | THR
6 n 1458 LEU
6 n 1483 SER
6 n 1484 ASP
6 n 1486 | THR
6 n 1489 VAL
6 n 1513 LEU
6 n 1515 ASN
6 n 1518 | THR
6 n 1538 | ARG
6 n 1540 | THR
6 n 1541 LEU
6 n 1542 LYS
6 n 1544 | THR
7 0 1036 VAL
7 0 1037 | GLN
7 o 1043 | THR
7 o 1052 LEU
7 0 1058 GLN
7 0 1064 ASN
7 0 1071 LYS
7 0 1082 | THR
7 o 1086 ILE
7 0 1100 SER
7 0 1120 ILE
7 0 1123 HIS
7 0 1156 GLU
7 0 1157 LEU
7 0 1174 ASN
7 0 1191 | ARG
7 0 1232 GLN
7 0 1234 LYS
7 0 1282 LEU
7 0 1285 VAL
7 o 1305 GLN
7 0 1312 ILE
7 o 1346 LEU
7 0 1376 LEU
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Mol | Chain | Res | Type
7 o 1377 LEU
7 0 1393 LEU
7 0 1399 ILE
7 0 1408 LEU
7 0 1410 VAL
7 0 1418 | MET
7 0 1488 ILE
7 0 1514 | THR
7 o 1516 LEU
7 0 1527 LYS
8 p 1015 LYS
8 p 1027 | GLN
8 p 1028 ILE
8 p 1029 ILE
8 p 1032 ILE
8 p 1062 ILE
8 p 1066 ASN
8 p 1074 | GLU
8 p 1076 ASP
8 p 1077 ILE
8 p 1092 GLN
8 p 1153 LYS
8 p 1175 GLU
8 p 1209 VAL
8 p 1237 LYS
8 p 1244 LYS
8 p 1267 LEU
8 p 1314 ASN
8 p 1316 | TYR
8 p 1320 VAL
8 p 1343 | ARG
8 p 1352 LEU
8 p 1386 LEU
8 p 1390 | THR
8 p 1408 VAL
8 p 1430 LEU
8 p 1451 GLN
8 p 1466 | THR
8 p 1473 GLU
8 p 1494 HIS
8 p 1532 | THR

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (306)
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such sidechains are listed below:

Mol | Chain | Res | Type
1 A 64 ASN
1 A 90 GLN
1 A 121 HIS
1 A 178 ASN
1 A 204 ASN
1 A 209 HIS
1 A 250 ASN
1 A 252 GLN
1 A 363 GLN
1 A 391 ASN
1 A 435 ASN
2 B 4 GLN
2 B 9 GLN
2 B 58 ASN
2 B 116 HIS
2 B 228 ASN
2 B 260 GLN
2 B 271 ASN
2 B 286 ASN
2 B 375 GLN
2 B 385 HIS
2 B 393 GLN
2 B 439 GLN
2 B 475 ASN
3 C 9 ASN
3 C 59 ASN
3 C 85 GLN
3 C 166 HIS
3 C 281 GLN
3 C 325 ASN
3 C 433 GLN
3 C 439 GLN
3 C 508 GLN
4 D 59 ASN
4 D 72 HIS
4 D 217 GLN
4 D 238 GLN
4 D 259 GLN
4 D 384 ASN
4 D 461 ASN
4 D 499 GLN
5 E 37 ASN

Continued on next page...
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Mol | Chain | Res | Type
5 E 50 HIS
5 E 93 GLN
5 E 106 GLN
5 E 132 GLN
bt E 210 ASN
5 E 324 GLN
5 E 338 ASN
5 E 466 GLN
5 E 553 ASN
6 F 104 GLN
6 F 110 GLN
6 F 198 GLN
6 F 200 GLN
6 F 217 HIS
6 F 221 HIS
6 F 312 HIS
6 F 515 ASN
7 G 37 GLN
7 G 58 GLN
7 G 232 GLN
7 G 268 GLN
7 G 305 GLN
7 G 491 ASN
8 H 27 GLN
8 H 66 ASN
8 H 79 HIS
8 H 92 GLN
8 H 101 ASN
8 H 188 HIS
8 H 283 GLN
8 H 373 GLN
8 H 446 GLN
8 H 451 GLN
1 I 64 ASN
1 I 90 GLN
1 [ 121 HIS
1 I 178 ASN
1 I 204 ASN
1 I 209 HIS
1 I 225 ASN
1 I 250 ASN
1 I 252 GLN
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Mol | Chain | Res | Type
1 I 363 GLN
1 I 391 ASN
1 I 435 ASN
2 J 4 GLN
2 J 9 GLN
2 J 58 ASN
2 J 116 HIS
2 J 228 ASN
2 J 235 ASN
2 J 260 GLN
2 J 271 ASN
2 J 286 ASN
2 J 375 GLN
2 J 393 GLN
2 J 439 GLN
2 J 475 ASN
3 K 9 ASN
3 K 12 GLN
3 K 59 ASN
3 K 85 GLN
3 K 117 HIS
3 K 166 HIS
3 K 270 ASN
3 K 281 GLN
3 K 325 ASN
3 K 433 GLN
3 K 439 GLN
3 K 508 GLN
4 L 59 ASN
4 L 72 HIS
4 L 217 GLN
4 L 238 GLN
4 L 259 GLN
4 L 384 ASN
4 L 461 ASN
4 L 499 GLN
5 M 37 ASN
5 M 50 HIS
5 M 93 GLN
5 M 132 GLN
5 M 142 HIS
5 M 210 ASN
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Mol | Chain | Res | Type
5 M 324 GLN
5 M 338 ASN
5 M 466 GLN
6 N 104 GLN
6 N 110 GLN
6 N 198 GLN
6 N 200 GLN
6 N 217 HIS
6 N 221 HIS
6 N 312 HIS
6 N 515 ASN
7 O 37 GLN
7 O 58 GLN
7 O 231 GLN
7 O 232 GLN
7 O 305 GLN
7 0O 491 ASN
8 P 27 GLN
8 P 66 ASN
8 P 79 HIS
8 P 92 GLN
8 P 101 ASN
8 P 188 HIS
8 P 283 GLN
8 P 373 GLN
8 P 446 GLN
8 P 451 GLN
1 a 1064 ASN
1 a 1090 | GLN
1 a 1121 HIS
1 a 1178 ASN
1 a 1204 ASN
1 a 1209 HIS
1 a 1250 ASN
1 a 1252 GLN
1 a 1363 GLN
1 a 1391 ASN
1 a 1435 ASN
2 b 1004 | GLN
2 b 1009 GLN
2 b 1058 ASN
2 b 1116 HIS
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Mol | Chain | Res | Type
2 b 1228 ASN
2 b 1235 ASN
2 b 1260 | GLN
2 b 1271 ASN
2 b 1286 ASN
2 b 1375 GLN
2 b 1393 GLN
2 b 1439 GLN
2 b 1475 ASN
3 c 1009 ASN
3 c 1012 GLN
3 c 1059 ASN
3 c 1085 GLN
3 c 1117 HIS
3 c 1166 HIS
3 c 1270 ASN
3 c 1281 GLN
3 c 1325 ASN
3 c 1433 GLN
3 c 1439 GLN
3 c 1508 GLN
4 d 1059 ASN
4 d 1072 HIS
4 d 1217 | GLN
4 d 1238 GLN
4 d 1259 GLN
4 d 1384 ASN
4 d 1461 ASN
4 d 1499 GLN
5 e 1037 |  ASN
5 e 1050 HIS
bt e 1093 GLN
5 e 1132 GLN
5 e 1142 HIS
5 e 1210 ASN
5 e 1324 | GLN
5 e 1338 ASN
5 e 1466 GLN
6 f 1110 | GLN
6 f 1198 GLN
6 f 1200 | GLN
6 f 1217 HIS

Continued on next page...
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Mol | Chain | Res | Type
6 f 1221 HIS
6 f 1312 HIS
6 f 1515 ASN
7 g 1037 | GLN
7 g 1058 GLN
7 g 1232 GLN
7 g 1305 GLN
7 g 1356 GLN
7 g 1491 ASN
8 h 1027 | GLN
8 h 1066 ASN
8 h 1079 HIS
8 h 1092 GLN
8 h 1101 ASN
8 h 1188 HIS
8 h 1373 GLN
8 h 1446 GLN
8 h 1451 GLN
8 h 1472 ASN
1 i 1064 ASN
1 i 1090 | GLN
1 i 1121 HIS
1 i 1178 ASN
1 i 1204 ASN
1 i 1209 HIS
1 i 1250 ASN
1 i 1252 GLN
1 i 1363 GLN
1 i 1391 ASN
1 i 1435 ASN
2 j 1004 | GLN
2 j 1009 GLN
2 j 1058 ASN
2 j 1116 HIS
2 j 1228 ASN
2 j 1235 ASN
2 j 1260 | GLN
2 j 1271 ASN
2 j 1286 ASN
2 j 1375 GLN
2 j 1393 GLN
2 j 1439 GLN

Continued on next page...



Page 226

Full wwPDB X-ray Structure Validation Report

4V81

Continued from previous page...

Mol | Chain | Res | Type
2 j 1475 ASN
3 k 1009 ASN
3 k 1012 GLN
3 k 1085 GLN
3 k 1117 HIS
3 k 1166 HIS
3 k 1270 ASN
3 k 1281 GLN
3 k 1325 ASN
3 k 1433 GLN
3 k 1439 GLN
3 k 1508 GLN
4 1 1059 ASN
4 1 1072 HIS
4 1 1217 | GLN
4 1 1238 GLN
4 1 1259 GLN
4 1 1384 ASN
4 1 1461 ASN
4 1 1499 GLN
5 m 1037 |  ASN
5 m 1050 HIS
5 m 1093 GLN
D m 1132 GLN
5 m 1210 ASN
5 m 1296 GLN
5 m 1324 | GLN
5 m 1338 ASN
5 m 1466 GLN
5 m 1553 ASN
6 n 1104 | GLN
6 n 1110 | GLN
6 n 1198 GLN
6 n 1200 | GLN
6 n 1217 HIS
6 n 1221 HIS
6 n 1312 HIS
6 n 1515 ASN
7 o 1037 | GLN
7 0 1058 GLN
7 o 1231 GLN
7 0 1232 GLN
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Mol | Chain | Res | Type
7 o 1305 GLN
7 0 1491 ASN
8 p 1027 | GLN
8 p 1066 ASN
8 p 1079 HIS
8 p 1092 GLN
8 p 1101 ASN
8 p 1188 HIS
8 p 1283 GLN
8 p 1373 GLN
8 p 1446 GLN
8 p 1451 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

56 ligands are modelled in this entry.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " 'RMSZ [ #(2]>2 | Counts RMSZ | #|Z] > 2

10 | BEF | D | 602 | - 0,3,3 - - -

9 ADP k 2101 | 10 | 24,29,29 | 2.04 9 (37%) | 29,4545 | 1.97 9 (31%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | RMSZg #|Z| >2 | Counts RMSZg 47| > 2
9 ADP L 601 - 24,2929 | 2.06 9 (37%) | 29,4545 | 1.94 8 (27%)
10 | BEF e 1602 - 0,3,3 - - -
11 SO4 i 1600 - 4.4.4 0.12 0 6,6,6 0.30 0
10 | BEF 1 1602 9 0,3,3 - - -
10 | BEF b 1602 9 0,3,3 - - -
10 | BEF L 602 - 0,3,3 - - -
9 ADP N 601 10 | 24,2929 | 2.07 9 (37%) | 29,4545 | 2.08 9 (31%)
11 SO4 j 1600 - 4,44 0.10 0 6,6,6 0.20 0
9 ADP m 1601 - 24,2929 | 2.08 9 (37%) | 29,4545 | 2.01 6 (20%)
9 ADP h 1601 | 10 | 24,29,29 | 2.06 9 (37%) | 29,4545 | 1.82 8 (27%)
10 | BEF C 1102 - 0,3,3 - - -
11 SO4 d 1600 - 4,44 0.13 0 6,6,6 0.13 0
9 ADP p 1601 | 10 | 24,29,29 | 2.09 9 (37%) | 29,4545 | 1.92 8 (27%)
9 ADP e 1601 - 24,2929 | 2.05 9 (37%) | 29,4545 | 2.02 8 (27%)
9 ADP D 601 - 24,2929 | 2.06 9 (37%) | 29,4545 | 1.96 8 (27%)
11 S04 c 2101 - 4.4.4 0.18 0 6,6,6 0.18 0
ADP J 601 10 | 24,2929 | 2.06 9 (37%) | 29,4545 | 2.13 10 (34%)
ADP E 601 10 |24,29.29 | 2.09 9 (37%) | 29,4545 | 2.15 9 (31%)
11 SO4 0 1600 - 4,44 0.14 0 6,6,6 0.10 0
9 ADP H 601 - 24,2929 | 2.05 9 (37%) | 29,4545 | 1.95 8 (27%)
10 | BEF g 1602 - 0,3,3 - - -
10 | BEF G 602 - 0,3,3 - - -
11 SO4 @) 600 - 4,44 0.15 0 6,6,6 0.12 0
11 SO4 K 1101 - 4,44 0.14 0 6,6,6 0.21 0
9 ADP B 601 10 | 24,2929 | 2.11 10 (41%) | 29,4545 | 2.11 9 (31%)
10 | BEF N 602 9 0,3,3 - - -
10 | BEF J 602 9 0,3,3 - - -
9 ADP M 601 - 24,2929 | 2.03 10 (41%) | 29,4545 | 1.98 6 (20%)
11 SO4 I 600 - 4,44 0.16 0 6,6,6 0.17 0
10 | BEF f 1602 - 0,3,3 - - -
10 | BEF F 602 - 0,3,3 - - -
9 ADP G 601 - 24,2929 | 2.11 9 (37%) | 29,4545 | 2.13 9 (31%)
10 | BEF h 1602 9 0,3,3 - - -
9 ADP n 1601 - 24,2929 | 2.03 8 (33%) | 29,4545 | 1.93 8 (27%)
10 | BEF A 602 9 0,3,3 - - -
10 | BEF E 602 9 0,3,3 - - -
10 | BEF H 602 - 0,3,3 - - -
10 | BEF n 1602 0,3,3 - - -
10 | BEF P 602 - 0,3,3 - - -
10 | BEF m 1602 - 0,3,3 - - -
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| >2 | Counts RMSZg 47| > 2
9 ADP A 601 10 | 24,2929 | 2.07 9 (37%) | 29,4545 | 2.09 9 (31%)
9 ADP a 1601 - 24,2929 | 2.06 9 (37%) | 29,4545 | 2.09 8 (27%)
9 ADP F 601 - 24,2929 | 2.09 9 (37%) | 29,4545 | 1.98 8 (27%)
9 ADP 1 1601 | 10 | 24,29,29 | 2.10 9 (37%) | 29,4545 | 2.15 9 (31%)
9 ADP P 601 - 24,2929 | 2.03 9 (37%) | 29,4545 | 1.92 9 (31%)
10 | BEF a 1602 - 0,3,3 - - -
10 | BEF p 1602 9 0,3,3 - - -
9 ADP g 1601 - 24,2929 | 2.07 9 (37%) | 29,4545 | 1.92 8 (27%)
10 | BEF k 2102 9 0,3,3 - - -
9 ADP f 1601 - 24,2929 | 2.08 9 (37%) | 29,4545 | 2.11 8 (27%)
10 | BEF B 602 9 0,3,3 - - -
9 ADP b 1601 | 10 | 24,29,29 | 2.08 9 (37%) | 29,4545 | 2.07 8 (27%)
ADP C 1101 - 24,2929 | 2.04 9 (37%) | 29,4545 | 1.94 8 (27%)
10 | BEF M 602 - 0,3,3 - - -

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
9 ADP k 2101 | 10 2/2/6/6 | 4/12/32/32 | 0/3/3/3
9 ADP L 601 - - 4/12/32/32 | 0/3/3/3
9 ADP N 601 10 2/2/6/6 | 4/12/32/32 | 0/3/3/3
9 ADP m 1601 - 2/2/6/6 | 5/12/32/32 | 0/3/3/3
9 ADP h 1601 | 10 1/1/6/6 | 1/12/32/32 | 0/3/3/3
9 ADP p 1601 | 10 1/1/6/6 | 3/12/32/32 | 0/3/3/3
9 ADP e 1601 - 2/2/6/6 | 5/12/32/32 | 0/3/3/3
9 ADP D 601 - 2/2/6/6 | 3/12/32/32 | 0/3/3/3
9 ADP J 601 10 2/2/6/6 | 6/12/32/32 | 0/3/3/3
9 ADP E 601 10 1/1/6/6 | 5/12/32/32 | 0/3/3/3
9 ADP H 601 - 1/1/6/6 | 4/12/32/32 | 0/3/3/3
9 ADP B 601 10 2/2/6/6 | 3/12/32/32 | 0/3/3/3
9 ADP M 601 - 2/2/6/6 | 7/12/32/32 | 0/3/3/3
9 ADP G 601 - 1/1/6/6 | 3/12/32/32 | 0/3/3/3
9 ADP n 1601 - 1/1/6/6 | 4/12/32/32 | 0/3/3/3
9 ADP A 601 10 2/2/6/6 | 4/12/32/32 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
9 | ADP a 1601 - 2/2/6/6 | 7/12/32/32 | 0/3/3/3
9 |ADP| F | 601 | - - 8/12/32/32 | 0/3/3/3
9 | ADP 1 1601 | 10 - 3/12/32/32 | 0/3/3/3
9 ADP P 601 - 1/1/6/6 | 1/12/32/32 | 0/3/3/3
9 | ADP g 1601 - 1/1/6/6 | 4/12/32/32 | 0/3/3/3
o | ADP | f |1601| - | 2/2/6/6 | 4/12/32/32 | 0/3/3/3
9 | ADP b 1601 | 10 | 2/2/6/6 | 8/12/32/32 | 0/3/3/3
o | ADP | C |1101| - | 2/2/6/6 | 5/12/32/32 | 0/3/3/3

All (217) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
9 ) 1601 | ADP | PB-O1B | 4.77 1.65 1.50
9 N 601 | ADP | PB-O1B | 4.66 1.65 1.50
9 1 1601 | ADP | PB-O1B | 4.66 1.65 1.50
9 E 601 | ADP | PB-O1B | 4.66 1.65 1.50
9 h 1601 | ADP | PB-O1B | 4.65 1.65 1.50
9 k 2101 | ADP | PB-O1B | 4.65 1.65 1.50
9 f 1601 | ADP | PB-O1B | 4.63 1.65 1.50
9 F 601 | ADP | PB-O1B | 4.56 1.65 1.50
9 B 601 | ADP | PB-O1B | 4.55 1.65 1.50
9 J 601 | ADP | PB-O1B | 4.55 1.65 1.50
9 g 1601 | ADP | PB-O1B | 4.54 1.65 1.50
9 A 601 | ADP | PB-O1B | 4.53 1.65 1.50
9 b 1601 | ADP | PB-O1B | 4.47 1.65 1.50
9 G 601 | ADP | PB-O1B | 4.44 1.64 1.50
9 M 601 | ADP | PB-O1B | 4.43 1.64 1.50
9 H 601 | ADP | PB-O1B | 4.42 1.64 1.50
9 L 601 | ADP | PB-O1B | 4.41 1.64 1.50
9 e 1601 | ADP | PB-O1B | 4.39 1.64 1.50
9 m 1601 | ADP | PB-O1B | 4.39 1.64 1.50
9 P 601 | ADP | PB-O1B | 4.38 1.64 1.50
9 G 601 | ADP | PA-O1A | 4.37 1.66 1.50
9 a 1601 | ADP | PB-O1B | 4.37 1.64 1.50
9 n 1601 | ADP | PB-O1B | 4.32 1.64 1.50
9 C 1101 | ADP | PB-O1B | 4.29 1.64 1.50
9 D 601 | ADP | PB-O1B | 4.25 1.64 1.50
9 A 601 | ADP | PA-O1A | 4.21 1.65 1.50
9 k 2101 | ADP | PA-O1A | 4.11 1.65 1.50
9 F 601 | ADP | PA-O1A | 4.09 1.65 1.50
9 P 601 | ADP | PA-O1A | 4.07 1.65 1.50
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
9 g 1601 | ADP | PA-O1A | 4.07 1.65 1.50
9 H 601 | ADP | PA-O1A | 4.05 1.65 1.50
9 a 1601 | ADP | PA-O1A | 4.05 1.65 1.50
9 C 1101 | ADP | PA-O1A | 4.04 1.65 1.50
9 N 601 | ADP | PA-O1A | 4.04 1.65 1.50
9 h 1601 | ADP | PA-O1A | 4.04 1.65 1.50
9 E 601 | ADP | PA-O1A | 4.01 1.65 1.50
9 f 1601 | ADP | PA-O1A | 4.00 1.65 1.50
9 n 1601 | ADP | PA-O1A | 4.00 1.65 1.50
9 b 1601 | ADP | PA-O1A | 3.97 1.65 1.50
9 m 1601 | ADP | PA-O1A | 3.97 1.65 1.50
9 e 1601 | ADP | PA-O1A | 3.96 1.65 1.50
9 1 1601 | ADP | PA-O1A | 3.95 1.64 1.50
9 B 601 | ADP | PA-O1A | 3.95 1.64 1.50
9 M 601 | ADP | PA-O1A | 3.94 1.64 1.50
9 L 601 | ADP | PA-O1A | 3.93 1.64 1.50
9 ) 1601 | ADP | PA-O1A | 3.91 1.64 1.50
9 J 601 | ADP | PA-O1A | 3.90 1.64 1.50
9 D 601 | ADP | PA-O1A | 3.88 1.64 1.50
9 1 1601 | ADP | C6-N6 | 3.27 1.46 1.34
9 p 1601 | ADP | C6-N6 | 3.26 1.45 1.34
9 f 1601 | ADP C6-N6 | 3.25 1.45 1.34
9 n 1601 | ADP C6-N6 | 3.23 1.45 1.34
9 k 2101 | ADP C6-N6 | 3.22 1.45 1.34
9 h 1601 | ADP C6-N6 | 3.21 1.45 1.34
9 B 601 | ADP | C6-N6 | 3.20 1.45 1.34
9 M 601 | ADP | C6-N6 | 3.19 1.45 1.34
9 P 601 | ADP C6-N6 | 3.19 1.45 1.34
9 b 1601 | ADP C6-N6 | 3.18 1.45 1.34
9 m 1601 | ADP C6-N6 | 3.17 1.45 1.34
9 e 1601 | ADP C6-N6 | 3.17 1.45 1.34
9 C 1101 | ADP C6-N6 | 3.17 1.45 1.34
9 J 601 | ADP | C6-N6 | 3.16 1.45 1.34
9 L 601 | ADP | C6-N6 | 3.16 1.45 1.34
9 N 601 | ADP C6-N6 | 3.16 1.45 1.34
9 H 601 | ADP C6-N6 | 3.16 1.45 1.34
9 D 601 | ADP | C2-C1’ | -3.16 1.49 1.53
9 a 1601 | ADP C6-N6 | 3.13 1.45 1.34
9 F 601 | ADP | C6-N6 | 3.13 1.45 1.34
9 g 1601 | ADP | C6-N6 | 3.12 1.45 1.34
9 G 601 | ADP | C6-N6 | 3.11 1.45 1.34
9 A 601 | ADP C6-N6 | 3.11 1.45 1.34
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
9 E 601 | ADP C6-N6 | 3.10 1.45 1.34
9 1 1601 | ADP | C2-C1’ | -3.08 1.49 1.53
9 D 601 | ADP C6-N6 | 3.05 1.45 1.34
9 G 601 | ADP | PB-O2B | 2.94 1.66 1.54
9 g 1601 | ADP | PB-O2B | 2.92 1.66 1.54
9 B 601 | ADP | PB-O2B | 2.91 1.66 1.54
9 L 601 | ADP | C2'-C1” | -2.84 1.49 1.53
9 b 1601 | ADP | C2-C1” | -2.82 1.49 1.53
9 a 1601 | ADP | PB-O2B | 2.81 1.65 1.54
9 m 1601 | ADP | PB-O2B | 2.80 1.65 1.54
9 L 601 | ADP | PB-O2B | 2.78 1.65 1.54
9 e 1601 | ADP | PB-O2B | 2.77 1.65 1.54
9 f 1601 | ADP | C2-N3 | 2.77 1.36 1.32
9 B 601 | ADP | C2-C1” | -2.77 1.49 1.53
9 k 2101 | ADP | PB-O2B | 2.77 1.65 1.54
9 1 1601 | ADP | PB-O2B | 2.76 1.65 1.54
9 F 601 | ADP | PB-O2B | 2.73 1.65 1.54
9 E 601 | ADP | PB-O2B | 2.70 1.65 1.54
9 C 1101 | ADP | C2-C1’ | -2.70 1.49 1.53
9 m 1601 | ADP | C2-C1” | -2.70 1.49 1.53
9 M 601 | ADP | PB-O2B | 2.69 1.65 1.54
9 H 601 | ADP | PB-O2B | 2.69 1.65 1.54
9 G 601 | ADP C2-N3 | 2.69 1.36 1.32
9 p 1601 | ADP | PB-O2B | 2.69 1.65 1.54
9 N 601 | ADP | PB-O2B | 2.67 1.65 1.54
9 n 1601 | ADP | PB-O2B | 2.67 1.65 1.54
9 P 601 | ADP | PB-O2B | 2.67 1.65 1.54
9 m 1601 | ADP C2-N3 | 2.66 1.36 1.32
9 f 1601 | ADP | PB-O2B | 2.65 1.65 1.54
9 p 1601 | ADP | C2-C1’ | -2.65 1.49 1.53
9 J 601 | ADP | PB-O2B | 2.64 1.65 1.54
9 D 601 | ADP | PB-O2B | 2.62 1.64 1.54
9 M 601 | ADP | C2-C1’ | -2.60 1.49 1.53
9 b 1601 | ADP | PB-O2B | 2.59 1.64 1.54
9 a 1601 | ADP | C2-C1” | -2.59 1.49 1.53
9 N 601 | ADP C2-N3 | 2.59 1.36 1.32
9 H 601 | ADP | C2-C1’ | -2.59 1.49 1.53
9 h 1601 | ADP | PB-O2B | 2.58 1.64 1.54
9 A 601 | ADP C2-N3 | 2.58 1.36 1.32
9 f 1601 | ADP | C2-C1’ | -2.58 1.49 1.53
9 n 1601 | ADP | C2-N3 | 2.57 1.36 1.32
9 A 601 | ADP | PB-O2B | 2.57 1.64 1.54
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
9 p 1601 | ADP C2-N3 | 2.56 1.36 1.32
9 D 601 | ADP C2-N3 | 2.55 1.36 1.32
9 n 1601 | ADP | C2-C1’ | -2.54 1.49 1.53
9 F 601 | ADP | C2-C1’ | -2.54 1.49 1.53
9 N 601 | ADP | C2-C1” | -2.54 1.49 1.53
9 f 1601 | ADP | C8-N7 | 2.53 1.39 1.34
9 E 601 | ADP | C2-C1’ | -2.53 1.49 1.53
9 C 1101 | ADP | PB-O2B | 2.51 1.64 1.54
9 g 1601 | ADP C2-N3 | 2.51 1.36 1.32
9 J 601 | ADP | C2-C1’ | -2.50 1.50 1.53
9 E 601 | ADP C8-N7 | 2.49 1.39 1.34
9 M 601 | ADP C2-N3 | 248 1.36 1.32
9 A 601 | ADP | C8N7 | 248 1.39 1.34
9 e 1601 | ADP | C2-C17 | -2.47 1.50 1.53
9 C 1101 | ADP C2-N3 | 2.45 1.36 1.32
9 a 1601 | ADP C2-N3 | 2.45 1.36 1.32
9 H 601 | ADP Ch-C4 | -2.45 1.34 1.40
9 B 601 | ADP C2-N3 | 2.44 1.36 1.32
9 L 601 | ADP C2-N3 | 2.44 1.36 1.32
9 F 601 | ADP | C5-C4 | -2.43 1.34 1.40
9 m 1601 | ADP | C8N7 | 243 1.39 1.34
9 F 601 | ADP C2-N3 | 2.43 1.36 1.32
9 J 601 | ADP C8-N7 | 2.42 1.39 1.34
9 b 1601 | ADP C2-N3 | 241 1.36 1.32
9 1 1601 | ADP C2-N3 | 241 1.36 1.32
9 n 1601 | ADP | C8-N7 | 2.40 1.39 1.34
9 B 601 | ADP | C8N7 | 240 1.39 1.34
9 C 1101 | ADP C8-N7 | 2.40 1.39 1.34
9 h 1601 | ADP | C2-C1’ | -2.40 1.50 1.53
9 F 601 | ADP | C8N7 | 2.39 1.39 1.34
9 1 1601 | ADP C8-N7 | 2.39 1.39 1.34
9 e 1601 | ADP Ch-C4 | -2.38 1.34 1.40
9 k 2101 | ADP | C2-N3 | 2.38 1.35 1.32
9 g 1601 | ADP | C5-C4 | -2.38 1.34 1.40
9 e 1601 | ADP C8-N7 | 2.37 1.38 1.34
9 N 601 | ADP C8-N7 | 2.37 1.38 1.34
9 M 601 | ADP | C8-N7 | 2.37 1.38 1.34
9 H 601 | ADP C2-N3 | 2.35 1.35 1.32
9 G 601 | ADP | C2-C1’ | -2.35 1.50 1.53
9 P 601 | ADP | C2-N3 | 2.35 1.35 1.32
9 b 1601 | ADP | C8-N7 | 2.35 1.38 1.34
9 a 1601 | ADP C5-C4 | -2.35 1.34 1.40
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
9 C 1101 | ADP Ch-C4 | -2.33 1.34 1.40
9 h 1601 | ADP C2-N3 | 2.33 1.35 1.32
9 p 1601 | ADP C8N7 | 2.33 1.38 1.34
9 B 601 | ADP | C5-C4 |-2.33 1.34 1.40
9 J 601 | ADP CH-C4 | -2.32 1.34 1.40
9 D 601 | ADP | C8-N7 | 2.32 1.38 1.34
9 H 601 | ADP | C8-N7 | 2.32 1.38 1.34
9 h 1601 | ADP C8-NT7 | 2.32 1.38 1.34
9 P 601 | ADP C8-N7 | 2.31 1.38 1.34
9 g 1601 | ADP | C2-C1’ | -2.31 1.50 1.53
9 p 1601 | ADP | PB-O3B | -2.31 1.46 1.54
9 P 601 | ADP Ch-C4 | -2.31 1.34 1.40
9 E 601 | ADP | C2-N3 | 2.30 1.35 1.32
9 E 601 | ADP | PB-O3B | -2.30 1.46 1.54
9 h 1601 | ADP Ch-C4 | -2.30 1.34 1.40
9 J 601 | ADP C2-N3 | 2.29 1.35 1.32
9 D 601 | ADP Ch-C4 | -2.29 1.34 1.40
9 k 2101 | ADP C8-N7 | 2.28 1.38 1.34
9 p 1601 | ADP | C5-C4 | -2.28 1.34 1.40
9 e 1601 | ADP | C2-N3 | 2.28 1.35 1.32
9 B 601 | ADP | C5-C4 | -2.28 1.34 1.40
9 L 601 | ADP C8-N7 | 2.27 1.38 1.34
9 1 1601 | ADP Ch-C4 | -2.26 1.34 1.40
9 m 1601 | ADP Ch-C4 | -2.26 1.34 1.40
9 M 601 | ADP Ch-C4 | -2.25 1.35 1.40
9 A 601 | ADP | PB-O3B | -2.25 1.46 1.54
9 1 1601 | ADP | PB-O3B | -2.25 1.46 1.54
9 b 1601 | ADP Ch-C4 | -2.24 1.35 1.40
9 k 2101 | ADP Ch-C4 | -2.24 1.35 1.40
9 n 1601 | ADP Ch-C4 | -2.24 1.35 1.40
9 G 601 | ADP C5-C4 | -2.24 1.35 1.40
9 N 601 | ADP Ch-C4 | -2.23 1.35 1.40
9 G 601 | ADP | C8N7 | 2.23 1.38 1.34
9 k 2101 | ADP | PB-O3B | -2.22 1.46 1.54
9 a 1601 | ADP C8-NT7 | 2.22 1.38 1.34
9 P 601 | ADP | C2-C1” | -2.21 1.50 1.53
9 L 601 | ADP | PB-O3B | -2.21 1.46 1.54
9 k 2101 | ADP | C2-C1’ | -2.21 1.50 1.53
9 A 601 | ADP | C2-C1” | -2.21 1.50 1.53
9 B 601 | ADP | PB-O3B | -2.20 1.46 1.54
9 G 601 | ADP | PB-O3B | -2.20 1.46 1.54
9 m 1601 | ADP | PB-O3B | -2.19 1.46 1.54

Continued on next page...



Page 235

Full wwPDB X-ray Structure Validation Report

4V81

Continued from previous page...

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
9 J 601 | ADP | PB-O3B | -2.19 1.46 1.54
9 H 601 | ADP | PB-O3B | -2.18 1.46 1.54
9 F 601 | ADP | PB-O3B | -2.18 1.46 1.54
9 L 601 | ADP C5-C4 | -2.17 1.35 1.40
9 C 1101 | ADP | PB-O3B | -2.16 1.46 1.54
9 e 1601 | ADP | PB-O3B | -2.15 1.46 1.54
9 g 1601 | ADP | PB-O3B | -2.14 1.46 1.54
9 P 601 | ADP | PB-O3B | -2.14 1.46 1.54
9 A 601 | ADP Ch-C4 | -2.13 1.35 1.40
9 h 1601 | ADP | PB-O3B | -2.13 1.46 1.54
9 g 1601 | ADP | C8N7 | 2.13 1.38 1.34
9 M 601 | ADP | PB-O3B | -2.13 1.46 1.54
9 a 1601 | ADP | PB-O3B | -2.12 1.46 1.54
9 b 1601 | ADP | PB-O3B | -2.10 1.46 1.54
9 D 601 | ADP | PB-O3B | -2.09 1.46 1.54
9 B 601 | ADP | PA-O2A | -2.05 1.45 1.55
9 f 1601 | ADP | PB-O3B | -2.04 1.47 1.54
9 N 601 | ADP | PB-O3B | -2.03 1.47 1.54
9 f 1601 | ADP C5-C4 | -2.02 1.35 1.40
9 M 601 | ADP | PA-O2A | -2.01 1.45 1.55

All (198) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
9 G 601 | ADP | PA-O3A-PB | -6.32 111.12 132.83
9 J 601 | ADP N3-C2-N1 -5.96 119.36 128.68
9 H 601 | ADP N3-C2-N1 -5.82 119.58 128.68
9 1 1601 | ADP N3-C2-N1 -5.71 119.76 128.68
9 a 1601 | ADP N3-C2-N1 -5.65 119.86 128.68
9 P 601 | ADP N3-C2-N1 -5.58 119.96 128.68
9 B 601 | ADP N3-C2-N1 -5.57 119.97 128.68
9 C 1101 | ADP N3-C2-N1 -5.56 119.99 128.68
9 M 601 | ADP N3-C2-N1 -5.56 119.99 128.68
9 k 2101 | ADP N3-C2-N1 | -5.53 120.03 128.68
9 L 601 | ADP N3-C2-N1 -5.53 120.04 128.68
9 p 1601 | ADP N3-C2-N1 -5.52 120.06 128.68
9 F 601 | ADP N3-C2-N1 -5.51 120.06 128.68
9 D 601 | ADP N3-C2-N1 -5.51 120.07 128.68
9 h 1601 | ADP N3-C2-N1 -5.49 120.10 128.68
9 e 1601 | ADP | PA-O3A-PB | -5.48 114.03 132.83
9 B 601 | ADP N3-C2-N1 -5.46 120.14 128.68
9 m 1601 | ADP N3-C2-N1 -5.46 120.14 128.68

Continued on next page...



Page 236

Full wwPDB X-ray Structure Validation Report

4V81

Continued from previous page...

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
9 E 601 | ADP | PA-O3A-PB | -5.46 114.09 132.83
9 a 1601 | ADP | PA-O3A-PB |-5.44 114.15 132.83
9 e 1601 | ADP N3-C2-N1 -5.44 120.17 128.68
9 A 601 | ADP N3-C2-N1 -5.40 120.23 128.68
9 N 601 | ADP | PA-O3A-PB | -5.38 114.36 132.83
9 N 601 | ADP N3-C2-N1 -5.37 120.28 128.68
9 f 1601 | ADP N3-C2-N1 -5.32 120.36 128.68
9 n 1601 | ADP N3-C2-N1 -5.30 120.39 128.68
9 G 601 | ADP N3-C2-N1 -5.24 120.49 128.68
9 g 1601 | ADP N3-C2-N1 -5.22 120.52 128.68
9 b 1601 | ADP N3-C2-N1 -5.21 120.54 128.68
9 m 1601 | ADP | PA-O3A-PB | -5.08 115.39 132.83
9 C 1101 | ADP | PA-O3A-PB | -4.99 115.70 132.83
9 f 1601 | ADP | PA-O3A-PB | -4.90 116.02 132.83
9 b 1601 | ADP | PA-O3A-PB |-4.74 116.55 132.83
9 A 601 | ADP | PA-O3A-PB | -4.73 116.60 132.83
9 B 601 | ADP | PA-O3A-PB | -4.72 116.62 132.83
9 n 1601 | ADP | PA-O3A-PB | -4.59 117.06 132.83
9 H 601 | ADP | PA-O3A-PB | -4.51 117.35 132.83
9 g 1601 | ADP | PA-O3A-PB | -4.49 117.40 132.83
9 1 1601 | ADP | PA-O3A-PB | -4.43 117.64 132.83
9 J 601 | ADP | PA-O3A-PB | -4.26 118.20 132.83
9 P 601 | ADP | PA-O3A-PB | -4.22 118.35 132.83
9 F 601 | ADP | PA-O3A-PB | -4.17 118.52 132.83
9 E 601 | ADP | 0O3-C3-C4’ | 4.14 123.03 111.05
9 D 601 | ADP 04-C4’-C5" | 4.11 122.90 109.37
9 L 601 | ADP | PA-O3A-PB | -4.11 118.72 132.83
9 D 601 | ADP | O5-C5-C4’ | 4.04 122.90 108.99
9 k 2101 | ADP | PA-O3A-PB | -4.00 119.11 132.83
9 a 1601 | ADP 04-C4’-C5" | 3.92 122.28 109.37
9 k 2101 | ADP | 04-C4-C5" | 3.91 122.25 109.37
9 f 1601 | ADP | 04-C4-C5 | 3.82 121.95 109.37
9 f 1601 | ADP | O5-Ch-C4’ | 3.79 122.05 108.99
9 M 601 | ADP | 04-C4-C5 | 3.67 121.45 109.37
9 p 1601 | ADP | PA-O3A-PB | -3.66 120.26 132.83
9 A 601 | ADP 03-C3’-C4’ | 3.66 121.62 111.05
9 f 1601 | ADP 03-C3-C4" | 3.65 121.60 111.05
9 B 601 | ADP | 0O3-C3-C4’ | 3.65 121.59 111.05
9 N 601 | ADP | 0O3-C3-C4’ | 3.58 121.39 111.05
9 g 1601 | ADP 04-C4’-C5’ | 3.57 121.12 109.37
9 G 601 | ADP | 04-C4-C5 | 3.57 121.10 109.37
9 J 601 | ADP | 0O4-C4’-C5 | 3.56 121.07 109.37
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
9 m 1601 | ADP 03-C3-C4’ | 3.52 121.22 111.05
9 n 1601 | ADP | 0O4’-C4’-C5" | 3.50 120.89 109.37
9 J 601 | ADP 05-CH-C4” | 3.49 121.01 108.99
9 h 1601 | ADP | PA-O3A-PB | -3.47 120.93 132.83
9 B 601 | ADP | O5-C5-C4’ | 3.46 120.90 108.99
9 F 601 | ADP | O5-Ch-C4" | 3.44 120.85 108.99
9 b 1601 | ADP | O5-Ch-C4’ | 3.43 120.78 108.99
9 M 601 | ADP | PA-O3A-PB | -3.41 121.12 132.83
9 H 601 | ADP 03-C3-C4” | 3.40 120.88 111.05
9 D 601 | ADP | PA-O3A-PB | -3.40 121.17 132.83
9 p 1601 | ADP | 03-C3-C4’ | 3.40 120.87 111.05
9 M 601 | ADP | 03-C3-C4 | 3.36 120.77 111.05
9 1 1601 | ADP | 04-C4-C5 | 3.34 120.37 109.37
9 A 601 | ADP | 04’-C4-C5 | 3.34 120.37 109.37
9 B 601 | ADP | O4-C4-C5 | 3.31 120.27 109.37
9 b 1601 | ADP | 0O4-C4’-C5 | 3.28 120.16 109.37
9 m 1601 | ADP | 0O4’-C4’-C5 | 3.20 119.92 109.37
9 p 1601 | ADP | 03-C3-C2’ | 3.19 122.13 111.82
9 k 2101 | ADP 03-C3’-C4’ | 3.18 120.26 111.05
9 1 1601 | ADP 03-C3-C4’ | 3.18 120.25 111.05
9 N 601 | ADP | O4-C4-C5 | 3.15 119.74 109.37
9 A 601 | ADP | O5-C5-C4’ | 3.14 119.81 108.99
9 E 601 | ADP | 0O4-C4-C5 | 3.13 119.67 109.37
9 J 601 | ADP | 03-C3-C4" | 3.12 120.08 111.05
9 N 601 | ADP | 0O5-C5-C4” | 3.12 119.73 108.99
9 1 1601 | ADP | C3-C2-C1’ | 3.12 105.67 100.98
9 P 601 | ADP 03-C3-C4’ | 3.11 120.05 111.05
9 e 1601 | ADP 03-C3-C4’ | 3.11 120.03 111.05
9 e 1601 | ADP | 0O4-C4’-C5 | 3.10 119.56 109.37
9 b 1601 | ADP | 03-C3-C4’ | 3.08 119.95 111.05
9 M 601 | ADP | O5-C5-C4” | 3.05 119.50 108.99
9 L 601 | ADP | 0O4-C4-C5’ | 3.04 119.38 109.37
9 F 601 | ADP | 04’-C4-C5 | 3.03 119.35 109.37
9 n 1601 | ADP 03-C3-C2" | 3.02 121.59 111.82
9 1 1601 | ADP | O5-C5-C4’ | 3.02 119.37 108.99
9 n 1601 | ADP 03-C3-C4’ | 3.01 119.77 111.05
9 C 1101 | ADP | 0O4-C4’-C5 | 3.01 119.28 109.37
9 h 1601 | ADP | 03-C3-C4" | 3.01 119.75 111.05
9 p 1601 | ADP | 04-C4’-C3" | -2.99 99.20 105.11
9 E 601 | ADP 03-C3’-C2’ 2.97 121.43 111.82
9 P 601 | ADP 04-C4’-C3" | -2.89 99.40 105.11
9 1 1601 | ADP 02-C2’-C3’ 2.87 121.11 111.82
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
9 a 1601 | ADP | O5-C5-C4’ | 2.85 118.80 108.99
9 m 1601 | ADP 03-C3’-C2’ 2.83 120.97 111.82
9 D 601 | ADP 03-C3’-C4’ 2.83 119.22 111.05
9 E 601 | ADP | 02-C2-C3’ | 2.79 120.85 111.82
9 A 601 | ADP | 02-C2-C1’ | 2.79 121.15 110.85
9 F 601 | ADP 02-C2’-C1’ 2.78 121.12 110.85
9 L 601 | ADP | O5-Ch-C4’ | 2.78 118.55 108.99
9 a 1601 | ADP 03-C3’-C4’ 2.75 118.99 111.05
9 h 1601 | ADP | 0O4-C4’-C5 | 2.74 118.40 109.37
9 1 1601 | ADP 03-C3’-C2’ 2.73 120.64 111.82
9 L 601 | ADP | 0O3-C3-C4’ | 2.71 118.89 111.05
9 L 601 | ADP | 02-C2-C3’ | 2.69 120.52 111.82
9 G 601 | ADP 03-C3’-C4’ 2.69 118.82 111.05
9 M 601 | ADP 03-C3’-C2’ 2.67 120.47 111.82
9 h 1601 | ADP 03-C3’-C2’ 2.67 120.47 111.82
9 b 1601 | ADP 04-C4’-C3" | -2.66 99.84 105.11
9 F 601 | ADP | 02-C2-C3’ | 2.66 120.44 111.82
9 f 1601 | ADP | 03-C3-C2’ | 2.66 120.42 111.82
9 J 601 | ADP 02-C2’-C3’ 2.66 120.41 111.82
9 h 1601 | ADP | 04’-C4’-C3" | -2.65 99.87 105.11
9 N 601 | ADP 03-C3’-C2’ 2.65 120.38 111.82
9 e 1601 | ADP 03-C3’-C2’ 2.63 120.33 111.82
9 p 1601 | ADP | 0O4-C4’-C5 | 2.62 117.98 109.37
9 e 1601 | ADP | 02-C2-C1’ | 2.61 120.49 110.85
9 G 601 | ADP | 04-C4-C3" | -2.61 99.96 105.11
9 g 1601 | ADP 03-C3’-C4’ 2.59 118.55 111.05
9 m 1601 | ADP | O5-Ch-C4’ | 2.58 117.88 108.99
9 B 601 | ADP 02-C2’-C1’ 2.57 120.36 110.85
9 k 2101 | ADP 02’-C2’-C1’ 2.57 120.33 110.85
9 C 1101 | ADP 03-C3’-C4’ 2.57 118.47 111.05
9 G 601 | ADP | 02-C2-C1’ | 2.56 120.31 110.85
9 b 1601 | ADP | 03-C3-C2" | 2.54 120.03 111.82
9 k 2101 | ADP | C3-C2-C1" | 2.53 104.79 100.98
9 A 601 | ADP 02-C2’-C3’ 2.53 120.00 111.82
9 P 601 | ADP 03-C3’-C2’ 2.50 119.92 111.82
9 B 601 | ADP | C3-C2-C1’ | 2.50 104.75 100.98
9 b 1601 | ADP 02’-C2’-C3’ 2.49 119.89 111.82
9 g 1601 | ADP | 02-C2-C1’ | 2.48 120.01 110.85
9 P 601 | ADP | 04’-C4-C5 | 2.48 117.53 109.37
9 P 601 | ADP | O5-Ch-C4’ | 2.48 117.52 108.99
9 H 601 | ADP 03-C3’-C2’ 2.47 119.82 111.82
9 N 601 | ADP 02’-C2’-C1’ 2.47 119.99 110.85

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
9 C 1101 | ADP 03-C3’-C2’ 2.45 119.76 111.82
9 L 601 | ADP 02’-C2’-C1’ 2.45 119.91 110.85
9 E 601 | ADP 02-C2’-C1’ 2.44 119.88 110.85
9 k 2101 | ADP | 03-C3-C2" | 2.43 119.68 111.82
9 e 1601 | ADP | 02-C2-C3" | 2.40 119.60 111.82
9 g 1601 | ADP 03-C3’-C2’ 2.40 119.59 111.82
9 J 601 | ADP 03’-C3-C2’ 2.39 119.57 111.82
9 J 601 | ADP 02’-C2’-C1’ 2.38 119.65 110.85
9 1 1601 | ADP 02’-C2’-C1’ 2.37 119.62 110.85
9 p 1601 | ADP | O5-C5-C4’ | 2.36 117.13 108.99
9 a 1601 | ADP | 02-C2-C3’ | 2.35 119.42 111.82
9 G 601 | ADP | O5-C5-C4” | 2.35 117.07 108.99
9 a 1601 | ADP 03-C3’-C2’ 2.34 119.41 111.82
9 J 601 | ADP 04’-C4’-C3" | -2.34 100.47 105.11
9 J 601 | ADP | C3-C2-C1’ | 2.34 104.50 100.98
9 n 1601 | ADP | O5-C5-C4’ | 2.32 116.98 108.99
9 e 1601 | ADP | 0O5-C5-C4’ | 2.31 116.94 108.99
9 H 601 | ADP | O4-C4-C3’ | -2.29 100.58 105.11
9 A 601 | ADP C3-C2-C1’ 2.29 104.42 100.98
9 D 601 | ADP 02-C2’-C3’ 2.29 119.23 111.82
9 n 1601 | ADP | O3B-PB-O3A | 2.28 112.29 104.64
9 g 1601 | ADP 04-C4’-C3" | -2.27 100.61 105.11
9 L 601 | ADP 03-C3’-C2’ 2.27 119.15 111.82
9 g 1601 | ADP | O5-C5-C4” | 2.25 116.73 108.99
9 A 601 | ADP | 0O3-C3-C2 | 2.25 119.09 111.82
9 E 601 | ADP | O5-Ch-C4’ | 2.23 116.67 108.99
9 H 601 | ADP 02-C2’-C1’ 2.23 119.09 110.85
9 h 1601 | ADP | O5-C5-C4’ | 2.23 116.66 108.99
9 D 601 | ADP 03-C3’-C2’ 2.22 119.02 111.82
9 C 1101 | ADP | O2B-PB-O3A | 2.22 112.08 104.64
9 H 601 | ADP | 02-C2-C3’ | 2.22 119.00 111.82
9 P 601 | ADP | 02-C2-C1" | 2.22 119.04 110.85
9 F 601 | ADP 03-C3’-C4’ 2.21 117.44 111.05
9 P 601 | ADP 02-C2’-C3’ 2.19 118.92 111.82
9 f 1601 | ADP 02’-C2’-C1’ 2.19 118.94 110.85
9 p 1601 | ADP 02-C2’-C3’ 2.19 118.90 111.82
9 n 1601 | ADP 02-C2’-C1’ 2.17 118.88 110.85
9 N 601 | ADP | 02-C2-C3’ | 2.17 118.84 111.82
9 a 1601 | ADP | 02-C2-C1’ | 2.16 118.83 110.85
9 H 601 | ADP 04’-C4’-C5’ 2.16 116.47 109.37
9 G 601 | ADP 03-C3’-C2’ 2.14 118.75 111.82
9 F 601 | ADP C2-C3-C4” | -2.12 98.52 102.64
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
9 B 601 | ADP | 02-C2-C3 | 2.11 118.65 111.82
9 C 1101 | ADP | 0O5-C5-C4’ | 2.11 116.24 108.99
9 G 601 | ADP | 02-C2-C3’ | 2.08 118.55 111.82
9 k 2101 | ADP | 02-C2-C3’ | 2.08 118.55 111.82
9 E 601 | ADP | O2B-PB-O3A | 2.07 111.58 104.64
9 N 601 | ADP | O3B-PB-O3A | 2.07 111.57 104.64
9 B 601 | ADP Ch-C4’-C3’ 2.03 122.79 115.18
9 D 601 | ADP | 02-C2-C1’ | 2.03 118.33 110.85
9 h 1601 | ADP | 02-C2-C3’ | 2.02 118.37 111.82
9 f 1601 | ADP Ch-C4’-C3’ 2.01 122.71 115.18
9 k 2101 | ADP | C5-C4-C3’ | 2.00 122.68 115.18
9 C 1101 | ADP | 02-C2-C3" | 2.00 118.29 111.82

All (34) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
9 A 601 | ADP | C4
9 A 601 | ADP | C3’

9 B 601 | ADP | C4
9 B 601 | ADP | C3’
9 C 1101 | ADP C4’
9 C 1101 | ADP C3’
9 D 601 | ADP | C4
9 D 601 | ADP | C3’
9 E 601 | ADP | C4
9 G 601 | ADP | C3’
9 H 601 | ADP C4’
9 J 601 | ADP | C4
9 J 601 | ADP | C3’
9 M 601 | ADP | C4
9 M 601 | ADP | C3’
9 N 601 | ADP | C2
9 N 601 | ADP | C3’
9 P 601 | ADP C4’
9 a 1601 | ADP | C&
9 a 1601 | ADP | C3
9 b 1601 | ADP | C&
9 b 1601 | ADP | C3
9 e 1601 | ADP | C#
9 e 1601 | ADP | C3
9 f 1601 | ADP C2’
9 f 1601 | ADP c3’
Continued on next page...
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Mol | Chain | Res | Type | Atom
9 g 1601 | ADP C3’
9 h 1601 | ADP C4’
9 k 2101 | ADP C4’
9 k 2101 | ADP c3’
9 m 1601 | ADP Ccq
9 m 1601 | ADP C3’
9 n 1601 | ADP C2’
9 p 1601 | ADP C4’

All (105) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
9 A 601 | ADP | C5-05-PA-O3A
9 B 601 | ADP | PB-O3A-PA-O5’
9 C 1101 | ADP | C5-05-PA-O1A
9 C 1101 | ADP | C5-05-PA-O3A
9 D 601 | ADP | C4-C5-05-PA
9 E 601 | ADP | C5-05-PA-O1A
9 E 601 | ADP | C5-05-PA-O2A
9 F 601 | ADP | PA-O3A-PB-O3B
9 F 601 | ADP | C5-05-PA-O1A
9 F 601 | ADP | C5-05-PA-O2A
9 G 601 | ADP | C5-05-PA-O1A
9 J 601 | ADP | C5-05-PA-O2A
9 L 601 | ADP | PA-O3A-PB-0O2B
9 L 601 | ADP | PA-O3A-PB-O3B
9 M 601 | ADP | PA-O3A-PB-O2B
9 M 601 | ADP | PA-O3A-PB-O3B
9 M 601 | ADP | C5-05-PA-O3A
9 N 601 | ADP | C5-05-PA-O1A
9 a 1601 | ADP | PA-O3A-PB-0O2B
9 a 1601 | ADP | PB-O3A-PA-O5’
9 a 1601 | ADP | C5-0O5-PA-O3A
9 b 1601 | ADP | PA-O3A-PB-O2B
9 b 1601 | ADP | C5-05-PA-O1A
9 b 1601 | ADP | C5-05-PA-O3A
9 b 1601 | ADP | 04’-C4’-C5’-05’
9 e 1601 | ADP | PA-O3A-PB-0O2B
9 e 1601 | ADP | C3’-C4’-C5’-05’
9 f 1601 | ADP | PA-O3A-PB-O3B
9 f 1601 | ADP | C5-05-PA-O1A
9 k 2101 | ADP | C3-C4’-C5-05’

Continued on next page...
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Mol | Chain | Res | Type Atoms
9 1 1601 | ADP | C5-05-PA-O1A
9 1 1601 | ADP | C5-05-PA-O2A
9 1 1601 | ADP | C5-0O5-PA-O3A
9 m 1601 | ADP | PB-O3A-PA-O5’
9 m 1601 | ADP | C5-05-PA-O1A
9 m 1601 | ADP | C3’-C4’-C5’-05’
9 n 1601 | ADP | PA-O3A-PB-O3B
9 n 1601 | ADP | C5-05-PA-O3A
9 p 1601 | ADP | 04’-C4’-C5’-05’
9 p 1601 | ADP | C3’-C4’-C5’-05’
9 B 601 | ADP | 04’-C4’-C5-05’
9 C 1101 | ADP | C3-C4’-C5’-05’
9 J 601 | ADP | 04’-C4’-C5-05’
9 a 1601 | ADP | 04’-C4’-C5-0O5’
9 A 601 | ADP | 04’-C4’-C5-05’
9 e 1601 | ADP | 04’-C4’-C5’-05’
9 g 1601 | ADP | 04’-C4’-C5-05’
9 g 1601 | ADP | C3’-C4’-C5’-05’
9 E 601 | ADP | C3-C4’-C5’-05’
9 G 601 | ADP | 04’-C4’-C5-05’
9 L 601 | ADP | 04’-C4’-C5-05’
9 k 2101 | ADP | 04’-C4-C5-05’
9 H 601 | ADP | 04’-C4’-C5-05’
9 k 2101 | ADP | C4-C5-05-PA
9 B 601 | ADP | C4-C5-05-PA
9 F 601 | ADP | C4-C5-05-PA
9 G 601 | ADP | C4’-C5-05-PA
9 b 1601 | ADP | C4-C5-05-PA
9 g 1601 | ADP | C4’-C5-05-PA
9 m 1601 | ADP | C4’-C5-05-PA
9 C 1101 | ADP | PB-O3A-PA-O5’
9 D 601 | ADP | PB-O3A-PA-O5’
9 E 601 | ADP | PB-O3A-PA-O5’
9 J 601 | ADP | PB-O3A-PA-O5’
9 M 601 | ADP | PB-O3A-PA-O5’
9 b 1601 | ADP | PB-O3A-PA-O5’
9 g 1601 | ADP | PB-O3A-PA-O5’
9 A 601 | ADP | C4-C5-05-PA
9 J 601 | ADP | C4-C5-05-PA
9 a 1601 | ADP | C4-C5-05-PA
9 D 601 | ADP | PA-O3A-PB-O2B
9 H 601 | ADP | PA-O3A-PB-0O2B
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Mol | Chain | Res | Type Atoms
9 e 1601 | ADP | PA-O3A-PB-0O3B
9 k 2101 | ADP | PA-O3A-PB-O3B
9 F 601 | ADP | C5-0O5-PA-O3A
9 J 601 | ADP | C5-0O5-PA-O3A
9 N 601 | ADP | C5-O5-PA-O3A
9 f 1601 | ADP | C5-05-PA-O3A
9 m 1601 | ADP | C5-05-PA-O3A
9 h 1601 | ADP | PB-O3A-PA-O2A
9 A 601 | ADP | C5-05-PA-O1A
9 J 601 | ADP | C5-05-PA-O1A
9 M 601 | ADP | C5-05-PA-O1A
9 a 1601 | ADP | C5-0O5-PA-O1A
9 n 1601 | ADP | C5-05-PA-O1A
9 H 601 | ADP | C3-C4’-C5-05’
9 N 601 | ADP | 04’-C4’-C5-05’
9 f 1601 | ADP | PA-O3A-PB-O1B
9 F 601 | ADP | PB-O3A-PA-O2A
9 F 601 | ADP | PA-O3A-PB-O1B
9 b 1601 | ADP | C3’-C4’-C5’-05’
9 H 601 | ADP | PB-O3A-PA-O2A
9 P 601 | ADP | PB-O3A-PA-O2A
9 p 1601 | ADP | PB-O3A-PA-O2A
9 b 1601 | ADP | PA-O3A-PB-O1B
9 e 1601 | ADP | PA-O3A-PB-O1B
9 n 1601 | ADP | PA-O3A-PB-O1B
9 C 1101 | ADP | 04-C4’-C5-05’
9 a 1601 | ADP | PA-O3A-PB-O3B
9 E 601 | ADP | C5-0O5-PA-O3A
9 M 601 | ADP | 04’-C4’-C5-05’
9 F 601 | ADP | PB-O3A-PA-O1A
9 N 601 | ADP | C4-C5-05-PA
9 L 601 | ADP | C5-0O5-PA-O2A
9 M 601 | ADP | PA-O3A-PB-O1B

There are no ring outliers.

17 monomers are involved in 79 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
9 L 601 | ADP 7 0
10 L 602 | BEF 1 0
9 N 601 | ADP 6 0
10 C 1102 | BEF 3 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
9 D 601 | ADP 8 0
9 J 601 | ADP 5 0
9 E 601 | ADP 2 0
9 H 601 | ADP 3 0
9 B 601 | ADP 8 0

10 N 602 | BEF 3 0
9 M 601 | ADP 6 0
10 F 602 | BEF 2 0
9 G 601 | ADP 5 0
9 A 601 | ADP 3 0
9 F 601 | ADP 6 0
9 P 601 | ADP 5 0
9 C 1101 | ADP 7 0

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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5.7 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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 544/559 (97%) -0.00 13 (2%) 59 50 |72, 134,206,254 | O
1 I 544 /559 (97%) 0.02 27 (4%) 28 25 | 72,134,206,254 | O
1 a 544/559 (97%) -0.09 15 (2%) 53 43 | 72, 134,206,254 | 0
1 i 544 /559 (97%) -0.06 14 (2%) 56 47 | 72,134,206,254 | 0
2 B 513/527 (97%) -0.11 5(0%) |82 176 |47, 120,192,236 | 0
2 J 513/527 (97%) 0.05 18 (3%) 44 36 |47,120,192,236| 0
2 b 513/527 (97%) -0.10 8 (1%) 72 64 | 47,120,192, 236 | 0
2 j 513/527 (97%) -0.09 7(1%) 75 68 |47,120,192,236| O
3 C 514/590 (87%) 0.06 10 (1%) 66 59 | 73,141,205,295| 0
3 K 514/590 (87%) 0.01 18 (3%) 44 36 | 73,141,205,295| O
3 c 514/590 (87%) 0.03 18 (3%) 44 36 | 73,141,205,295| 0
3 k 514/590 (87%) -0.08 10 (1%) 66 59 | 73,141,205,295| 0
4 D 522/528 (98%) 0.00 15 (2%) 51 42 |70, 149,232,297 | 0
4 L 522/528 (98%) 0.07 26 (4%) 28 25 | 70,149, 232,297 | 0
4 d 522/528 (98%) 0.01 15 (2%) 51 42 |70, 149,232,297 | 0
4 1 522/528 (98%) 0.09 21 (4%) 38 32 |70,149,232,297 | 0
5 E 525/562 (93%) 0.05 16 (3%) 50 40 |56, 138,238,297 | 0
5 M 525,/562 (93%) 0.22 31 (5%) 122 |18 | 56, 138,238,297 | 0
5 e 525,562 (93%) 0.02 20 (3%) 40 33 |56, 138,238,297 | 0
5 m 525,/562 (93%) -0.06 15 (2%) 51 42 |56, 138,238,297 | 0
6 F 533/546 (97%) 0.11 27 (5%) 28 24 |42, 116,214,301 | 0O
6 N 533/546 (97%) 0.05 18 (3%) 45 37 |42, 116,214,301 | 0
6 f 533,546 (97%) 0.07 20 (3%) 40 33 |42, 116,214,301 | 0
6 n 533/546 (97%) 0.05 19 (3%) 42 35 |42, 116,214,301 | 0

Continued on next page...



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains

Page 259 Full wwPDB X-ray Structure Validation Report 4V81

Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
7 G 509/550 (92%) 0.03 13 (2%) 56 47 | 65, 136, 207, 264 0
7 O 509/550 (92%) 0.13 23 (4%) 33 28 | 65, 136, 207, 264 0
7 g 509/550 (92%) -0.05 15 (2%) 51 42 | 65, 136, 207, 264 0
7 0 509/550 (92%) 0.09 23 (4%) 33 28 | 65, 136, 207, 264 0
8 H 525/568 (92%) 0.01 11 (2%) 63 55 70, 148, 236, 294 0
8 P 525/568 (92%) 0.26 37 (7%) 116 | | 12 70, 148, 236, 294 0
8 h 525/568 (92%) 0.16 27 (5%) 28 24 | 70, 148, 236, 294 0
8 p 525/568 (92%) 0.11 26 (4%) 28 25 70, 148, 236, 294 0

All All 16740/17720 (94%) 0.03 581 (3%) 44 36 | 42, 136, 217, 301 0

All (581) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
5 e 1387 | THR 13.7
5 M 387 | THR 12.0
7 0 1228 | GLY 114
5 m 1387 | THR 9.9
1 a 1552 | PRO 8.9
6 n 1539 | SER 8.5
5 e 1388 | THR 7.9
6 F 223 | ASP 7.9
5 m 1398 | SER 7.7
4 D 283 | CYS 7.2
6 n 1001 | MET 7.1
6 F 539 | SER 6.8
7 O 530 | GLU 6.5
6 N 223 | ASP 6.2
6 n 1466 | PRO 6.0
5 M 388 | THR 5.9
1 I 556 | PRO 5.9
4 L 251 | ASN 5.7
7 0 1207 | GLY 5.7
7 G 228 | GLY 5.6
6 F 187 | ASP 5.6
5 m 1358 | THR 5.6
4 L 292 | ILE 5.6
7 0 1227 | ALA 5.5
6 f 1487 | ARG 5.5
5 M 249 | PHE 5.4
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Mol | Chain | Res | Type | RSRZ
6 N 487 | ARG 5.4
4 L 252 | ILE 5.4
6 n 1002 | SER 5.4
6 n 1467 | LEU 5.4
3 K 258 | GLN 5.2
7 O 373 | THR 5.2
4 1 1284 | ASN 5.2
1 a 1342 | SER 5.2
1 | 14 | PHE 5.2
1 a 1341 | MET 5.1
6 f 1465 | ASP 5.1
1 i 1146 | THR 5.1
7 O 371 | ALA 5.1
6 F 368 | THR 5.0
4 1 1374 | THR 5.0
7 g 1371 | ALA 4.9
8 P 235 | HIS 4.9
3 K 257 | SER 4.9
7 O 372 | LYS 4.8
6 f 1466 | PRO 4.8
5 M 169 | SER 4.8
1 I 186 | ALA 4.8
1 A 15 | LEU 4.7
4 D 364 | THR 4.7
4 L 298 | ASN 4.7
7 O 529 | SER 4.7
4 D 374 | THR 4.7
6 n 1372 | ASP 4.7
3 C 484 | ILE 4.6
8 p 1379 | SER 4.6
7 g 1370 | GLN 4.5
bt e 1509 | ASN 4.5
7 G 369 | PRO 4.5
5 e 1166 | ASP 4.5
7 O 228 | GLY 4.5
4 d 1298 | ASN 4.5
8 P 138 | THR 4.4
6 N 544 | THR 4.4
5 M 164 | THR 4.4
6 F 540 | THR 4.4
3 C 483 | GLY 4.3
2 j 1294 | PRO 4.3
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Mol | Chain | Res | Type | RSRZ
1 i 1149 | ASP 4.3
1 a 1553 | LYS 4.3
6 N 252 | PHE 4.3
3 c 1351 | ASN 4.3
6 F 487 | ARG 4.2
4 L 364 | THR 4.2
6 n 1544 | THR 4.2
3 C 500 | TRP 4.2
8 P 355 | VAL 4.2
8 p 1006 | PRO 4.2
1 I 555 | ASP 4.2
5 E 381 | TYR 4.2
6 F 467 | LEU 4.1
6 F 468 | ASP 4.1
) M 398 | SER 4.1
5 m 1388 | THR 4.1
7 0O 370 | GLN 4.1
8 P 321 | LEU 4.1
8 h 1370 | VAL 4.1
5 M 410 | GLY 4.0
4 1 1283 | CYS 4.0
4 D 291 | SER 4.0
7 G 227 | ALA 4.0
8 P 300 | VAL 4.0
1 I 380 | HIS 4.0
5 e 1290 | SER 4.0
8 P 336 | CYS 3.9
8 P 248 | ALA 3.9
1 I 270 | LEU 3.9
1 I 557 | HIS 3.9
4 1 1257 | TYR 3.9
6 F 466 | PRO 3.9
5 m 1217 | LYS 3.9
8 P 268 | HIS 3.9
3 K 362 | ASP 3.9
5 e 1291 | SER 3.8
4 L 283 | CYS 3.8
4 L 373 | PRO 3.8
4 L 253 | ILE 3.8
4 L 291 | SER 3.8
5 e 1289 | ILE 3.8
8 H 370 | VAL 3.8

Continued on next page...



Page 262

Full wwPDB X-ray Structure Validation Report

4V81

Continued from previous page...

Mol | Chain | Res | Type | RSRZ
2 J 249 | LYS 3.8
8 P 257 | ALA 3.7
4 1 1298 | ASN 3.7
6 F 225 | PRO 3.7
6 n 1223 | ASP 3.7
4 L 219 | ALA 3.7
2 J 282 | ASN 3.7
6 N 1 MET 3.7
4 L 297 | VAL 3.7
3 C 485 | ASP 3.7
4 d 1480 | ASP 3.7
4 L 284 | ASN 3.7
6 N 368 | THR 3.7
5 M 386 | GLY 3.6
3 c 1336 | ILE 3.6
7 0 1165 | ALA 3.6
1 a 1554 | GLU 3.5
5 M 514 | CYS 3.5
5 m 1168 | ILE 3.5
8 h 1249 | VAL 3.5
3 c 1146 | GLU 3.5
6 N 539 | SER 3.5
8 P 267 | LEU 3.5
7 0 1530 | GLU 3.5
3 c 1365 | PHE 3.5
3 c 1370 | ASN 3.5
5 M 349 | GLN 3.5
4 D 163 | VAL 3.5
1 I 264 | ILE 3.5
6 f 1186 | ALA 3.5
7 O 263 | HIS 3.5
6 N 468 | ASP 3.4
6 F 188 | ASN 3.4
4 L 293 | LEU 3.4
8 H 149 | GLU 3.4
4 1 1162 | ILE 3.4
4 1 1163 | VAL 3.4
4 L 363 | VAL 3.4
2 J 490 | SER 3.4
2 J 250 | PHE 3.4
4 L 528 | ARG 3.4
4 1 1297 | VAL 3.4
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Mol | Chain | Res | Type | RSRZ
8 p 1322 | LYS 3.4
3 K 359 | MET 3.4
1 I 16 | GLY 3.3
3 k 1500 | TRP 3.3
8 h 1329 | LEU 3.3
8 p 1455 | ALA 3.3
8 P 234 | GLY 3.3
8 P 483 | ASN 3.3
8 p 1372 | LYS 3.3
6 f 1222 | PRO 3.3
7 0 1223 | THR 3.3
8 h 1258 | ASN 3.3
1 I 146 | THR 3.3
6 n 1142 | ASN 3.3
4 D 222 | SER 3.3
6 N 365 | THR 3.3
5 e 1231 | GLY 3.3
5 e 1386 | GLY 3.3
2 J 478 | THR 3.3
8 p 1249 | VAL 3.3
5 m 1359 | ASN 3.3
5 M 451 | SER 3.3
7 g 1016 | GLY 3.3
D M 358 | THR 3.2
5 m 1167 | ASP 3.2
4 L 312 | VAL 3.2
6 f 1254 | SER 3.2
6 n 1187 | ASP 3.2
7 G 368 | CYS 3.2
4 d 1188 | ASN 3.2
6 f 1248 | ASN 3.2
7 O 227 | ALA 3.2
1 I 552 | PRO 3.2
3 c 1260 | ASN 3.2
6 F 372 | ASP 3.2
6 f 1223 | ASP 3.2
8 p 1321 | LEU 3.2
1 I 338 | VAL 3.2
1 I 554 | GLU 3.2
3 C 186 | LEU 3.2
3 c 1264 | GLU 3.2
1 a 1557 | HIS 3.2
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Mol | Chain | Res | Type | RSRZ
8 p 1336 | CYS 3.2
1 I 266 | ASP 3.2
1 I 15 | LEU 3.2
8 p 1378 | ILE 3.2
7 g 1167 | SER 3.1
2 b 1282 | ASN 3.1
2 j 1419 | ALA 3.1
7 0 1166 | MET 3.1
4 D 298 | ASN 3.1
3 k 1012 | GLN 3.1
1 a 1263 | ASN 3.1
3 c 1269 | TRP 3.1
3 K 218 | ARG 3.1
3 c 1369 | ASP 3.1
8 h 1155 | ASP 3.1
8 h 1330 | ARG 3.1
2 J 303 | ILE 3.1
1 I 553 | LYS 3.1
2 b 1283 | THR 3.1
5 M 166 | ASP 3.0
8 p 1300 | VAL 3.0
3 c 1265 | LYS 3.0
4 L 311 | MET 3.0
2 J 252 | VAL 3.0
4 1 1219 | ALA 3.0
7 O 264 | VAL 3.0
6 N 355 | TYR 3.0
6 F 227 | ARG 3.0
3 C 145 | VAL 3.0
3 K 331 | VAL 3.0
4 1 1296 | ALA 3.0
bt E 218 | ASP 3.0
1 I 185 | LEU 3.0
7 g 1166 | MET 3.0
8 h 1372 | LYS 3.0
6 f 1187 | ASP 3.0
7 0 1017 | THR 3.0
8 h 1227 | VAL 3.0
8 H 450 | LYS 3.0
4 1 1007 | SER 3.0
6 f 1461 | ASN 3.0
8 P 275 | ASP 3.0
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Mol | Chain | Res | Type | RSRZ
7 g 1252 | ALA 2.9
5 E 362 | ILE 2.9
1 a 1226 | CYS 2.9
3 K 223 | VAL 2.9
4 d 1255 | ASN 2.9
8 P 269 | ASN 2.9
3 k 1384 | GLY 2.9
1 A 146 | THR 2.9
3 k 1184 | LYS 2.9
6 n 1465 | ASP 2.9
7 0 1220 | PHE 2.9
8 p 1236 | VAL 2.9
7 g 1223 | THR 2.9
8 P 330 | ARG 2.9
8 h 1150 | ILE 2.9
6 f 1372 | ASP 2.9
3 C 41 | PRO 2.8
8 h 1490 | VAL 2.8
5 E 357 | SER 2.8
5 M 512 | VAL 2.8
8 H 235 | HIS 2.8
1 i 1317 | GLY 2.8
6 F 346 | GLN 2.8
6 F 541 | LEU 2.8
5 E 295 | TYR 2.8
7 G 337 | THR 2.8
6 F 226 | THR 2.8
4 L 348 | ASP 2.8
5 e 1288 | ASP 2.8
2 J 398 | THR 2.8
3 k 1243 | VAL 2.8
1 I 340 | SER 2.8
7 0 1480 | GLY 2.8
2 J 400 | THR 2.8
5 m 1215 | ASP 2.8
6 f 1001 | MET 2.8
2 b 1232 | LEU 2.8
4 L 296 | ALA 2.8
5 m 1386 | GLY 2.8
7 g 1165 | ALA 2.8
1 i 1552 | PRO 2.8
1 i 1186 | ALA 2.8
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Mol | Chain | Res | Type | RSRZ
4 D 330 | CYS 2.8
6 F 324 | ASN 2.8
8 h 1151 | THR 2.8
1 A 380 | HIS 2.7
1 I 262 | ILE 2.7
7 O 306 | PHE 2.7
6 F 375 | SER 2.7
1 I 293 | ALA 2.7
3 K 256 | GLU 2.7
8 H 298 | CYS 2.7
7 g 1241 | ILE 2.7
4 D 284 | ASN 2.7
7 O 259 | VAL 2.7
1 a 1555 | ASP 2.7
7 G 294 | LEU 2.7
4 1 1291 | SER 2.7
6 F 544 | THR 2.7
1 A 14 | PHE 2.7
5 m 1031 | ILE 2.7
8 h 1489 | ALA 2.7
1 a 1551 | PRO 2.7
7 O 461 | ALA 2.7
2 B 218 | PHE 2.7
2 B 51 SER 2.7
6 n 1461 | ASN 2.7
2 B 192 | HIS 2.7
8 P 296 | VAL 2.7
7 g 1355 | MET 2.6
1 I 371 | CYS 2.6
5 M 520 | ASN 2.6
3 k 1185 | ASP 2.6
4 1 1367 | ARG 2.6
4 1 1437 | ALA 2.6
8 p 1368 | VAL 2.6
3 K 159 | ILE 2.6
8 h 1373 | GLN 2.6
5 e 1230 | VAL 2.6
5 m 1323 | CYS 2.6
3 K 16 | THR 2.6
4 1 1251 | ASN 2.6
3 k 1144 | ASP 2.6
5 e 1264 | SER 2.6
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Mol | Chain | Res | Type | RSRZ
) e 1398 | SER 2.6
6 n 1324 | ASN 2.6
4 d 1481 | GLY 2.6
6 N 383 | SER 2.6
bt M 67 | PRO 2.6
8 P 320 | VAL 2.6
8 p 1428 | ILE 2.6
5 M 403 | THR 2.6
3 K 25 ILE 2.6
5 M 170 | ALA 2.6
6 f 1249 | SER 2.6
8 p 1369 | THR 2.6
8 P 427 | GLU 2.6
8 h 1389 | ALA 2.6
1 i 1342 | SER 2.6
6 f 1431 | MET 2.5
5 e 1232 | GLY 2.5
4 1 1370 | ASN 2.5
6 n 1346 | GLN 2.5
8 h 1226 | MET 2.5
8 P 369 | THR 2.5
1 a 1346 | GLY 2.5
4 D 370 | ASN 2.5
D M 559 | LYS 2.5
6 n 1295 | ILE 2.5
3 K 363 | GLU 2.5
3 c 1331 | VAL 2.5
8 p 1373 | GLN 2.5
6 F 465 | ASP 2.5
3 c 1350 | THR 2.5
7 0 1380 | GLY 2.5
3 C 144 | ASP 2.5
8 p 1250 | PHE 2.5
2 J 251 | LYS 2.5
6 N 467 | LEU 2.5
3 K 207 | GLU 2.5
1 A 304 | ASP 2.5
2 j 1190 | LEU 2.5
3 K 380 | MET 2.5
8 H 267 | LEU 2.5
6 F 347 | ILE 2.5
1 a 1556 | PRO 2.5
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Mol | Chain | Res | Type | RSRZ
8 h 1379 | SER 2.5
1 A 208 | ALA 2.5
7 G 432 | ALA 2.5
8 P 265 | VAL 2.5
bt E 387 | THR 2.5
6 f 1540 | THR 2.5
8 P 382 | SER 2.5
8 H 215 | GLY 2.5
5 M 497 | THR 2.5
4 L 295 | ASP 2.4
1 a 1261 | GLN 24
7 G 111 | GLU 2.4
1 i 1239 | GLY 2.4
6 N 317 | LEU 2.4
3 k 1483 | GLY 2.4
8 h 1380 | ARG 2.4
8 p 1248 | ALA 24
1 A 186 | ALA 24
8 P 25 ASP 2.4
7 O 336 | SER 2.4
6 F 355 | TYR 2.4
4 D 162 | ILE 2.4
6 N 465 | ASP 2.4
4 D 363 | VAL 2.4
6 f 1227 | ARG 24
8 P 489 | ALA 2.4
7 O 234 | LYS 2.4
1 i 1244 | ILE 2.4
4 L 527 | SER 2.4
2 J 190 | LEU 2.4
7 0 1242 | LEU 2.4
8 P 354 | LEU 2.4
1 a 1264 | ILE 2.4
7 0 1325 | ARG 2.4
7 O 342 | LYS 24
1 i 1369 | ASP 2.4
4 d 1312 | VAL 2.4
5 E 173 | ASP 24
8 P 298 | CYS 2.4
3 c 1263 | ILE 2.4
5 M 476 | LEU 2.4
7 0 1481 | VAL 2.4
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Mol | Chain | Res | Type | RSRZ
6 F 486 | THR 2.4
1 A 187 | VAL 2.3
5 e 1175 | LEU 2.3
1 I 265 | ASP 2.3
3 C 159 | ILE 2.3
4 L 220 | ILE 2.3
7 O 241 | ILE 2.3
7 O 341 | ILE 2.3
1 A 488 | LYS 2.3
5 E 217 | LYS 2.3
4 L 255 | ASN 2.3
2 b 1198 | ILE 2.3
7 O 262 | GLU 2.3
8 h 1149 | GLU 2.3
3 c 1186 | LEU 2.3
4 d 1189 | VAL 2.3
4 d 1253 | ILE 2.3
5 e 1115 | ILE 2.3
8 P 301 | ALA 2.3
2 J 189 | ASN 2.3
3 c 1248 | CYS 2.3
3 C 295 | VAL 2.3
6 N 228 | VAL 2.3
8 h 1215 | GLY 2.3
2 j 1371 | GLY 2.3
8 h 1299 | ILE 2.3
2 J 325 | VAL 2.3
7 0 1016 | GLY 2.3
8 H 389 | ALA 2.3
5 m 1030 | ILE 2.3
1 A 381 | SER 2.3
3 k 1229 | VAL 2.3
5 M 114 | GLU 2.3
5 M 513 | ASP 2.3
5 e 1249 | PHE 2.3
6 F 221 | HIS 2.3
7 0 1178 | PHE 2.3
1 a 1293 | ALA 2.3
7 G 349 | CYS 2.3
6 F 366 | TYR 2.3
6 f 1002 | SER 2.3
1 A 259 | GLY 2.3
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Mol | Chain | Res | Type | RSRZ
4 L 140 | HIS 2.3
4 d 1198 | LYS 2.3
4 1 1213 | VAL 2.3
5 M 255 | PRO 2.3
bt E 166 | ASP 2.3
8 h 1264 | THR 2.3
5 E 509 | ASN 2.3
6 N 303 | PRO 2.3
7 0 1311 | ASN 2.3
1 I 316 | MET 2.2
2 J 281 | ILE 2.2
6 n 1226 | THR 2.2
5 M 264 | SER 2.2
6 n 1225 | PRO 2.2
8 H 249 | VAL 2.2
8 p 1370 | VAL 2.2
2 J 248 | THR 2.2
7 0 1370 | GLN 2.2
3 K 158 | SER 2.2
5 e 1214 | LYS 2.2
7 g 1230 | GLU 2.2
8 P 319 | LEU 2.2
2 b 1248 | THR 2.2
6 n 1213 | LEU 2.2
7 O 335 | GLN 2.2
4 D 373 | PRO 2.2
2 J 280 | GLY 2.2
1 i 1557 | HIS 2.2
4 L 443 | PHE 2.2
2 J 277 | SER 2.2
4 d 1162 | ILE 2.2
1 I 90 | GLN 2.2
5 E 379 | ARG 2.2
7 G 526 | ASN 2.2
5 M 353 | HIS 2.2
8 h 1280 | GLU 2.2
8 h 1382 | SER 2.2
6 f 1296 | ILE 2.2
1 I 93 | GLU 2.2
3 K 328 | ILE 2.2
2 B 209 | ASP 2.2
2 B 469 | THR 2.2
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Mol | Chain | Res | Type | RSRZ
2 b 1478 | THR 2.2
2 b 1249 | LYS 2.2
4 1 1392 | ARG 2.2
5 E 167 | ASP 2.2
bt M 261 | LYS 2.2
6 F 383 | SER 2.2
5 m 1164 | THR 2.2
7 O 346 | LEU 2.2
4 1 1431 | SER 2.2
4 1 1373 | PRO 2.2
8 p 1483 | ASN 2.2
3 K 12 | GLN 2.2
5 E 252 | PRO 2.1
2 j 1254 | SER 2.1
5 e 1220 | ASP 2.1
7 O 243 | SER 2.1
7 g 1262 | GLU 2.1
7 0 1241 | ILE 2.1
3 K 436 | GLY 2.1
6 f 1142 | ASN 2.1
7 G 216 | ASN 2.1
7 O 178 | PHE 2.1
5 E 410 | GLY 2.1
7 g 1097 | GLY 2.1
6 f 1225 | PRO 2.1
8 p 1005 | LEU 2.1
8 p 1230 | ARG 2.1
5 M 250 | SER 2.1
7 G 370 | GLN 2.1
1 i 1185 | LEU 2.1
4 d 1377 | VAL 2.1
8 P 247 | VAL 2.1
3 c 1500 | TRP 2.1
8 p 1380 | ARG 2.1
8 h 1475 | LEU 2.1
2 b 1276 | ILE 2.1
2 j 1121 | ILE 2.1
6 N 187 | ASP 2.1
8 p 1299 | ILE 2.1
8 h 1341 | LEU 2.1
8 p 1367 | ARG 2.1
8 H 240 | SER 2.1
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Mol | Chain | Res | Type | RSRZ
4 D 265 | LYS 2.1
8 P 233 | GLU 2.1
8 P 504 | GLU 2.1
8 h 1321 | LEU 2.1
8 P 226 | MET 2.1
3 c 1261 | ILE 2.1
4 d 1115 | ILE 2.1
8 H 247 | VAL 2.1
8 P 113 | VAL 2.1
4 1 1223 | ALA 2.1
4 d 1482 | ILE 2.1
5 E 168 | ILE 2.1
6 N 295 | ILE 2.1
8 P 299 | ILE 2.1
4 L 519 | LEU 2.1
4 d 1409 | GLY 2.1
8 P 169 | SER 2.1
1 i 1147 | SER 2.1
7 0 1167 | SER 2.1
5 m 1514 | CYS 2.1
8 P 242 | ASP 2.1
2 j 1288 | GLN 2.1
1 i 1093 | GLU 2.1
7 0 1461 | ALA 2.0
5 M 167 | ASP 2.0
3 c 1244 | VAL 2.0
3 k 1186 | LEU 2.0
7 0 1520 | VAL 2.0
8 p 1302 | GLY 2.0
8 P 256 | ILE 2.0
7 G 129 | TYR 2.0
8 h 1474 | VAL 2.0
2 J 142 | ASN 2.0
4 D 168 | SER 2.0
1 A 518 | LEU 2.0
7 g 1193 | ASP 2.0
8 P 372 | LYS 2.0
5 M 324 | GLN 2.0
6 n 1375 | SER 2.0
5 M 352 | GLU 2.0
7 o 1018 | ASP 2.0
1 I 169 | ILE 2.0
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Mol | Chain | Res | Type | RSRZ
1 A 185 | LEU 2.0
1 i 1150 | THR 2.0
7 g 1381 | GLY 2.0
8 p 1427 | GLU 2.0
bt e 1380 | ILE 2.0
5 E 114 | GLU 2.0
1 I 226 | CYS 2.0
4 d 1254 | VAL 2.0
6 F 345 | PRO 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 monosaccharides in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
10 BEF M 602 4/4 0.78 0.23 | 152,158,161,170 0
10 BEF J 602 4/4 0.80 0.29 | 235,236,240,246 0
10 BEF a 1602 4/4 0.85 0.24 | 235,239,240,241 0
9 ADP M 601 | 27/27 0.87 0.26 | 43,113,256,333 0
9 | ADP 1 1601 | 27/27 0.87 0.29 | 62,105,189,226 0
10 | BEF | E | 602 | 4/4 0.87 | 0.44 | 240241242244 | 0
10 BEF G 602 4/4 0.89 0.42 | 236,237,238,239 0
10 BEF B 602 4/4 0.89 0.33 | 210,215,215,215 0
9 ADP L 601 27/27 0.90 0.24 | 102,157,212,241 0
9 ADP A 601 | 27/27 0.90 0.35 | 46,110,243,330 0
9 | ADP f 1601 | 27/27 0.90 0.28 | 13,50,316,499 0
9 | ADP B 601 | 27/27 0.90 0.27 | 62,105,202,218 0
9 ADP m 1601 | 27/27 0.90 0.24 13,87,195,273 0
10 | BEF | A | 602 | 4/4 0.90 | 0.36 | 246,247,249.251 | 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
10 | BEF C 1102 4/4 0.91 0.21 | 104,105,105,120 0
9 ADP E 601 | 27/27 0.91 0.32 | 11,102,242,288 0
10 | BEF b 1602 4/4 0.91 0.19 | 154,158,161,163 0
9 ADP C 1101 | 27/27 0.92 0.28 | 38,135,163,237 0
9 ADP G 601 | 27/27 0.92 0.21 | 12,133,240,248 0
9 ADP a 1601 | 27/27 0.92 0.23 | 50,112,239,328 0
11 SO4 j 1600 5/5 0.92 0.29 79,96,98,100 0
10 | BEF L 602 4/4 0.93 0.17 | 172,177,177,180 0
9 ADP J 601 | 27/27 0.93 0.24 | 74,85,241,279 0
9 ADP n 1601 | 27/27 0.93 0.26 | 27,94,337,491 0
9 ADP h 1601 | 27/27 0.93 0.33 | 40,139,153,188 0
9 ADP e 1601 | 27/27 0.93 0.20 | 30,116,232,274 0
9 ADP D 601 | 27/27 0.94 0.20 | 41,92,238,264 0
9 ADP P 601 | 27/27 0.94 0.24 | 73,153,161,164 0
9 ADP g 1601 | 27/27 0.94 0.19 | 26,159,211,215 0
9 ADP p 1601 | 27/27 0.94 0.21 | 11,114,136,239 0
10 | BEF k 2102 4/4 0.94 0.09 68,69,80,82 0
11 SO4 I 600 5/5 0.94 0.28 | 98,103,110,113 0
9 ADP H 601 | 27/27 0.94 0.24 | 11,112,145,153 0
9 ADP N 601 | 27/27 0.95 0.24 11,88,232,484 0
9 ADP b 1601 | 27/27 0.95 0.20 | 44,69,220,243 0
10 | BEF f 1602 4/4 0.95 0.23 | 167,170,171,173 0
9 ADP F 601 | 27/27 0.95 0.30 | 11,105,323,481 0
10 | BEF m 1602 4/4 0.95 0.26 | 185,193,195,196 0
9 ADP k 2101 | 27/27 0.95 0.28 | 80,131,164,321 0
11 SO4 @) 600 5/5 0.95 0.27 78,79,92,100 0
11 SO4 ¢ 2101 5/5 0.95 0.28 | 82,98,107,111 0
11 SO4 d 1600 5/5 0.95 0.28 | 106,109,115,118 0
10 | BEF N 602 4/4 0.95 0.31 | 112,120,121,122 0
11 S04 o 1600 5/5 0.95 0.23 | 107,107,115,117 0
11 S04 K 1101 5/5 0.96 0.35 84,89,97,102 0
11 SO4 i 1600 5/5 0.96 0.28 | 91,94,103,116 0
10 | BEF e 1602 4/4 0.96 0.21 | 201,205,207,207 0
10 | BEF 1 1602 4/4 0.96 0.13 28,61,73,75 0
10 | BEF n 1602 4/4 0.97 0.23 | 163,167,167,173 0
10 | BEF p 1602 4/4 0.97 0.13 | 84,99,102,108 0
10 | BEF F 602 4/4 0.97 0.26 | 157,163,163,171 0
10 | BEF D 602 4/4 0.97 0.11 81,84,91,92 0
10 | BEF g 1602 4/4 0.97 0.18 | 162,165,165,166 0
10 | BEF h 1602 4/4 0.98 0.15 85,93,93,106 0
10 | BEF P 602 4/4 0.99 0.12 | 158,158,158,162 0
10 | BEF H 602 4/4 0.99 0.12 | 101,103,104,110 0
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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 ADP M 601:

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 ADP 1 1601:

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 ADP L 601:

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 ADP A 601:

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

Electron density around ADP f 1601:

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 ADP B 601:

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

Electron density around ADP m 1601:

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 ADP E 601:

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 ADP C 1101:
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Electron density around ADP G 601:

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 ADP a 1601:

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

Electron density around ADP J 601:

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 ADP n 1601:

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

Electron density around ADP h 1601:

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




Page 284 Full wwPDB X-ray Structure Validation Report

4V81

Electron density around ADP e 1601:

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

Electron density around ADP D 601:

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 ADP P 601:

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

Electron density around ADP g 1601:

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




Page 286 Full wwPDB X-ray Structure Validation Report 4V81

Electron density around ADP p 1601:

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

Electron density around ADP H 601:

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 ADP N 601:

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

Electron density around ADP b 1601:

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 ADP F 601:

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

-

Electron density around ADP k 2101:

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

There are no such residues in this entry.
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