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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)
Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) :  trunk26865
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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 2.50 A.

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

Metric Percentile Ranks Value
Clashscore . 22
Ramachandran outliers NN 0 I 0.5%
Sidechain outliers NN | N 6.4%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 102246 4242 (2.50-2.50)
Ramachandran outliers 100387 4156 (2.50-2.50)
Sidechain outliers 100360 4158 (2.50-2.50)

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 on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. 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.

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 555 56% 41%

1 B 555 59% 38%
1 C 555 62% 34%
1 D 555 61% 35%
1 E 555 60% 36%
1 F 555 63% 33%
1 G 555 60% 36%

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

Mol | Chain | Length Quality of chain
1 H 555 62% 35%
1 I 555 64% 33%
1 J 555 64% 33%
1 K 555 58% 39%
1 L 555 58% 38%
1 M 555 63% 34%
1 N 555 60% 36%
1 O 555 62% 35%
1 P 555 64% 32%

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
3 OXL C 1582 - - X -
3 OXL D 1582 - - X -
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2  Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 71519 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 MALIC ENZYME.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 559 Zgza; 27C7 2 714\112 8(36 181 ?Z 0 0 0
1 B 559 Zgza; 27C7 2 714\112 8(36 181 ?Z 0 0 0
1 ¢ 555 Zgza; 27C7 2 714\112 8(36 181 ?Z 0 0 0
1 b 559 Zgza; 27C7 2 714\112 8(36 181 ?Z 0 0 0
L £ 559 Z;El 27C72 714\112 8(36 181 ?Z 0 0 0
L s 559 Zgi%l 27C7 2 714\112 8(36 181 ?Z 0 0 0
L G 559 Zgzaél 27C7 2 714\112 8(36 181 ?Z 0 0 0
L i 559 Zgza; 27C7 2 714\112 8(36 181 ?Z 0 0 0
L ! 559 nggl 27C7 2 714\112 8(36 181 ?Z 0 0 0
L J 559 nggl 27C7 2 714\112 886 lsl ?Z 0 0 0
L K 559 nggl 27C7 2 714\112 886 181 ?Z 0 0 0
L L 559 ZQEI 27C7 2 714\112 886 lsl ?Z 0 0 0
L M 559 Zgzzl 27C7 2 714\112 8(36 181 ?Z 0 0 0
L N 559 nggl 27C7 2 714\112 8(36 181 ?Z 0 0 0
! O 559 nggl 27C7 2 714\112 8(36 181 ?Z 0 0 0
! P 559 ngg 27C7 2 7122 8(37 lsl ?Z 0 0 0
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There are 224 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 38 MSE MET | MODIFIED RESIDUE | UNP P40927
A 86 MSE MET | MODIFIED RESIDUE | UNP P40927
A 108 MSE MET | MODIFIED RESIDUE | UNP P40927
A 146 MSE MET | MODIFIED RESIDUE | UNP P40927
A 177 MSE MET | MODIFIED RESIDUE | UNP P40927
A 202 MSE MET | MODIFIED RESIDUE | UNP P40927
A 239 MSE MET | MODIFIED RESIDUE | UNP P40927
A 248 MSE MET | MODIFIED RESIDUE | UNP P40927
A 325 MSE MET | MODIFIED RESIDUE | UNP P40927
A 327 MSE MET | MODIFIED RESIDUE | UNP P40927
A 343 MSE MET | MODIFIED RESIDUE | UNP P40927
A 374 MSE MET | MODIFIED RESIDUE | UNP P40927
A 407 MSE MET | MODIFIED RESIDUE | UNP P40927
A 577 MSE MET | MODIFIED RESIDUE | UNP P40927
B 38 MSE MET | MODIFIED RESIDUE | UNP P40927
B 86 MSE MET | MODIFIED RESIDUE | UNP P40927
B 108 MSE MET | MODIFIED RESIDUE | UNP P40927
B 146 MSE MET | MODIFIED RESIDUE | UNP P40927
B 177 MSE MET | MODIFIED RESIDUE | UNP P40927
B 202 MSE MET | MODIFIED RESIDUE | UNP P40927
B 239 MSE MET | MODIFIED RESIDUE | UNP P40927
B 248 MSE MET | MODIFIED RESIDUE | UNP P40927
B 325 MSE MET | MODIFIED RESIDUE | UNP P40927
B 327 MSE MET | MODIFIED RESIDUE | UNP P40927
B 343 MSE MET | MODIFIED RESIDUE | UNP P40927
B 374 MSE MET | MODIFIED RESIDUE | UNP P40927
B 407 MSE MET | MODIFIED RESIDUE | UNP P40927
B 577 MSE MET | MODIFIED RESIDUE | UNP P40927
C 38 MSE MET | MODIFIED RESIDUE | UNP P40927
C 86 MSE MET | MODIFIED RESIDUE | UNP P40927
C 108 MSE MET | MODIFIED RESIDUE | UNP P40927
C 146 MSE MET | MODIFIED RESIDUE | UNP P40927
C 177 MSE MET | MODIFIED RESIDUE | UNP P40927
C 202 MSE MET | MODIFIED RESIDUE | UNP P40927
C 239 MSE MET | MODIFIED RESIDUE | UNP P40927
C 248 MSE MET | MODIFIED RESIDUE | UNP P40927
C 325 MSE MET | MODIFIED RESIDUE | UNP P40927
C 327 MSE MET | MODIFIED RESIDUE | UNP P40927
C 343 MSE MET | MODIFIED RESIDUE | UNP P40927
C 374 MSE MET | MODIFIED RESIDUE | UNP P40927
C 407 MSE MET | MODIFIED RESIDUE | UNP P40927
C 577 MSE MET | MODIFIED RESIDUE | UNP P40927

W

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

Chain | Residue | Modelled | Actual Comment Reference
D 38 MSE MET | MODIFIED RESIDUE | UNP P40927
D 86 MSE MET | MODIFIED RESIDUE | UNP P40927
D 108 MSE MET | MODIFIED RESIDUE | UNP P40927
D 146 MSE MET | MODIFIED RESIDUE | UNP P40927
D 177 MSE MET | MODIFIED RESIDUE | UNP P40927
D 202 MSE MET | MODIFIED RESIDUE | UNP P40927
D 239 MSE MET | MODIFIED RESIDUE | UNP P40927
D 248 MSE MET | MODIFIED RESIDUE | UNP P40927
D 325 MSE MET | MODIFIED RESIDUE | UNP P40927
D 327 MSE MET | MODIFIED RESIDUE | UNP P40927
D 343 MSE MET | MODIFIED RESIDUE | UNP P40927
D 374 MSE MET | MODIFIED RESIDUE | UNP P40927
D 407 MSE MET | MODIFIED RESIDUE | UNP P40927
D 577 MSE MET | MODIFIED RESIDUE | UNP P40927
E 38 MSE MET | MODIFIED RESIDUE | UNP P40927
E 86 MSE MET | MODIFIED RESIDUE | UNP P40927
E 108 MSE MET | MODIFIED RESIDUE | UNP P40927
E 146 MSE MET | MODIFIED RESIDUE | UNP P40927
E 177 MSE MET | MODIFIED RESIDUE | UNP P40927
E 202 MSE MET | MODIFIED RESIDUE | UNP P40927
E 239 MSE MET | MODIFIED RESIDUE | UNP P40927
E 248 MSE MET | MODIFIED RESIDUE | UNP P40927
E 325 MSE MET | MODIFIED RESIDUE | UNP P40927
E 327 MSE MET | MODIFIED RESIDUE | UNP P40927
E 343 MSE MET | MODIFIED RESIDUE | UNP P40927
E 374 MSE MET | MODIFIED RESIDUE | UNP P40927
E 407 MSE MET | MODIFIED RESIDUE | UNP P40927
E 577 MSE MET | MODIFIED RESIDUE | UNP P40927
F 38 MSE MET | MODIFIED RESIDUE | UNP P40927
F 86 MSE MET | MODIFIED RESIDUE | UNP P40927
F 108 MSE MET | MODIFIED RESIDUE | UNP P40927
F 146 MSE MET | MODIFIED RESIDUE | UNP P40927
F 177 MSE MET | MODIFIED RESIDUE | UNP P40927
F 202 MSE MET | MODIFIED RESIDUE | UNP P40927
F 239 MSE MET | MODIFIED RESIDUE | UNP P40927
F 248 MSE MET | MODIFIED RESIDUE | UNP P40927
F 325 MSE MET | MODIFIED RESIDUE | UNP P40927
F 327 MSE MET | MODIFIED RESIDUE | UNP P40927
F 343 MSE MET | MODIFIED RESIDUE | UNP P40927
F 374 MSE MET | MODIFIED RESIDUE | UNP P40927
F 407 MSE MET | MODIFIED RESIDUE | UNP P40927
F 577 MSE MET | MODIFIED RESIDUE | UNP P40927

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

Chain | Residue | Modelled | Actual Comment Reference
G 38 MSE MET | MODIFIED RESIDUE | UNP P40927
G 86 MSE MET | MODIFIED RESIDUE | UNP P40927
G 108 MSE MET | MODIFIED RESIDUE | UNP P40927
G 146 MSE MET | MODIFIED RESIDUE | UNP P40927
G 177 MSE MET | MODIFIED RESIDUE | UNP P40927
G 202 MSE MET | MODIFIED RESIDUE | UNP P40927
G 239 MSE MET | MODIFIED RESIDUE | UNP P40927
G 248 MSE MET | MODIFIED RESIDUE | UNP P40927
G 325 MSE MET | MODIFIED RESIDUE | UNP P40927
G 327 MSE MET | MODIFIED RESIDUE | UNP P40927
G 343 MSE MET | MODIFIED RESIDUE | UNP P40927
G 374 MSE MET | MODIFIED RESIDUE | UNP P40927
G 407 MSE MET | MODIFIED RESIDUE | UNP P40927
G 577 MSE MET | MODIFIED RESIDUE | UNP P40927
H 38 MSE MET | MODIFIED RESIDUE | UNP P40927
H 86 MSE MET | MODIFIED RESIDUE | UNP P40927
H 108 MSE MET | MODIFIED RESIDUE | UNP P40927
H 146 MSE MET | MODIFIED RESIDUE | UNP P40927
H 177 MSE MET | MODIFIED RESIDUE | UNP P40927
H 202 MSE MET | MODIFIED RESIDUE | UNP P40927
H 239 MSE MET | MODIFIED RESIDUE | UNP P40927
H 248 MSE MET | MODIFIED RESIDUE | UNP P40927
H 325 MSE MET | MODIFIED RESIDUE | UNP P40927
H 327 MSE MET | MODIFIED RESIDUE | UNP P40927
H 343 MSE MET | MODIFIED RESIDUE | UNP P40927
H 374 MSE MET | MODIFIED RESIDUE | UNP P40927
H 407 MSE MET | MODIFIED RESIDUE | UNP P40927
H 577 MSE MET | MODIFIED RESIDUE | UNP P40927
I 38 MSE MET | MODIFIED RESIDUE | UNP P40927
1 86 MSE MET | MODIFIED RESIDUE | UNP P40927
1 108 MSE MET | MODIFIED RESIDUE | UNP P40927
I 146 MSE MET | MODIFIED RESIDUE | UNP P40927
I 177 MSE MET | MODIFIED RESIDUE | UNP P40927
I 202 MSE MET | MODIFIED RESIDUE | UNP P40927
I 239 MSE MET | MODIFIED RESIDUE | UNP P40927
1 248 MSE MET | MODIFIED RESIDUE | UNP P40927
1 325 MSE MET | MODIFIED RESIDUE | UNP P40927
1 327 MSE MET | MODIFIED RESIDUE | UNP P40927
I 343 MSE MET | MODIFIED RESIDUE | UNP P40927
I 374 MSE MET | MODIFIED RESIDUE | UNP P40927
I 407 MSE MET | MODIFIED RESIDUE | UNP P40927
I 577 MSE MET | MODIFIED RESIDUE | UNP P40927

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

Chain | Residue | Modelled | Actual Comment Reference
J 38 MSE MET | MODIFIED RESIDUE | UNP P40927
J 86 MSE MET | MODIFIED RESIDUE | UNP P40927
J 108 MSE MET | MODIFIED RESIDUE | UNP P40927
J 146 MSE MET | MODIFIED RESIDUE | UNP P40927
J 177 MSE MET | MODIFIED RESIDUE | UNP P40927
J 202 MSE MET | MODIFIED RESIDUE | UNP P40927
J 239 MSE MET | MODIFIED RESIDUE | UNP P40927
J 248 MSE MET | MODIFIED RESIDUE | UNP P40927
J 325 MSE MET | MODIFIED RESIDUE | UNP P40927
J 327 MSE MET | MODIFIED RESIDUE | UNP P40927
J 343 MSE MET | MODIFIED RESIDUE | UNP P40927
J 374 MSE MET | MODIFIED RESIDUE | UNP P40927
J 407 MSE MET | MODIFIED RESIDUE | UNP P40927
J 577 MSE MET | MODIFIED RESIDUE | UNP P40927
K 38 MSE MET | MODIFIED RESIDUE | UNP P40927
K 86 MSE MET | MODIFIED RESIDUE | UNP P40927
K 108 MSE MET | MODIFIED RESIDUE | UNP P40927
K 146 MSE MET | MODIFIED RESIDUE | UNP P40927
K 177 MSE MET | MODIFIED RESIDUE | UNP P40927
K 202 MSE MET | MODIFIED RESIDUE | UNP P40927
K 239 MSE MET | MODIFIED RESIDUE | UNP P40927
K 248 MSE MET | MODIFIED RESIDUE | UNP P40927
K 325 MSE MET | MODIFIED RESIDUE | UNP P40927
K 327 MSE MET | MODIFIED RESIDUE | UNP P40927
K 343 MSE MET | MODIFIED RESIDUE | UNP P40927
K 374 MSE MET | MODIFIED RESIDUE | UNP P40927
K 407 MSE MET | MODIFIED RESIDUE | UNP P40927
K 577 MSE MET | MODIFIED RESIDUE | UNP P40927
L 38 MSE MET | MODIFIED RESIDUE | UNP P40927
L 86 MSE MET | MODIFIED RESIDUE | UNP P40927
L 108 MSE MET | MODIFIED RESIDUE | UNP P40927
L 146 MSE MET | MODIFIED RESIDUE | UNP P40927
L 177 MSE MET | MODIFIED RESIDUE | UNP P40927
L 202 MSE MET | MODIFIED RESIDUE | UNP P40927
L 239 MSE MET | MODIFIED RESIDUE | UNP P40927
L 248 MSE MET | MODIFIED RESIDUE | UNP P40927
L 325 MSE MET | MODIFIED RESIDUE | UNP P40927
L 327 MSE MET | MODIFIED RESIDUE | UNP P40927
L 343 MSE MET | MODIFIED RESIDUE | UNP P40927
L 374 MSE MET | MODIFIED RESIDUE | UNP P40927
L 407 MSE MET | MODIFIED RESIDUE | UNP P40927
L 577 MSE MET | MODIFIED RESIDUE | UNP P40927

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
M 38 MSE MET | MODIFIED RESIDUE | UNP P40927
M 86 MSE MET | MODIFIED RESIDUE | UNP P40927
M 108 MSE MET | MODIFIED RESIDUE | UNP P40927
M 146 MSE MET | MODIFIED RESIDUE | UNP P40927
M 177 MSE MET | MODIFIED RESIDUE | UNP P40927
M 202 MSE MET | MODIFIED RESIDUE | UNP P40927
M 239 MSE MET | MODIFIED RESIDUE | UNP P40927
M 248 MSE MET | MODIFIED RESIDUE | UNP P40927
M 325 MSE MET | MODIFIED RESIDUE | UNP P40927
M 327 MSE MET | MODIFIED RESIDUE | UNP P40927
M 343 MSE MET | MODIFIED RESIDUE | UNP P40927
M 374 MSE MET | MODIFIED RESIDUE | UNP P40927
M 407 MSE MET | MODIFIED RESIDUE | UNP P40927
M 577 MSE MET | MODIFIED RESIDUE | UNP P40927
N 38 MSE MET | MODIFIED RESIDUE | UNP P40927
N 86 MSE MET | MODIFIED RESIDUE | UNP P40927
N 108 MSE MET | MODIFIED RESIDUE | UNP P40927
N 146 MSE MET | MODIFIED RESIDUE | UNP P40927
N 177 MSE MET | MODIFIED RESIDUE | UNP P40927
N 202 MSE MET | MODIFIED RESIDUE | UNP P40927
N 239 MSE MET | MODIFIED RESIDUE | UNP P40927
N 248 MSE MET | MODIFIED RESIDUE | UNP P40927
N 325 MSE MET | MODIFIED RESIDUE | UNP P40927
N 327 MSE MET | MODIFIED RESIDUE | UNP P40927
N 343 MSE MET | MODIFIED RESIDUE | UNP P40927
N 374 MSE MET | MODIFIED RESIDUE | UNP P40927
N 407 MSE MET | MODIFIED RESIDUE | UNP P40927
N 577 MSE MET | MODIFIED RESIDUE | UNP P40927
O 38 MSE MET | MODIFIED RESIDUE | UNP P40927
O 86 MSE MET | MODIFIED RESIDUE | UNP P40927
O 108 MSE MET | MODIFIED RESIDUE | UNP P40927
@) 146 MSE MET | MODIFIED RESIDUE | UNP P40927
O 177 MSE MET | MODIFIED RESIDUE | UNP P40927
O 202 MSE MET | MODIFIED RESIDUE | UNP P40927
O 239 MSE MET | MODIFIED RESIDUE | UNP P40927
O 248 MSE MET | MODIFIED RESIDUE | UNP P40927
O 325 MSE MET | MODIFIED RESIDUE | UNP P40927
O 327 MSE MET | MODIFIED RESIDUE | UNP P40927
O 343 MSE MET | MODIFIED RESIDUE | UNP P40927
O 374 MSE MET | MODIFIED RESIDUE | UNP P40927
O 407 MSE MET | MODIFIED RESIDUE | UNP P40927
0] 577 MSE MET | MODIFIED RESIDUE | UNP P40927

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
P 38 MSE MET | MODIFIED RESIDUE | UNP P40927
P 86 MSE MET | MODIFIED RESIDUE | UNP P40927
P 108 MSE MET | MODIFIED RESIDUE | UNP P40927
P 146 MSE MET | MODIFIED RESIDUE | UNP P40927
P 177 MSE MET | MODIFIED RESIDUE | UNP P40927
P 202 MSE MET | MODIFIED RESIDUE | UNP P40927
P 239 MSE MET | MODIFIED RESIDUE | UNP P40927
P 248 MSE MET | MODIFIED RESIDUE | UNP P40927
P 325 MSE MET | MODIFIED RESIDUE | UNP P40927
P 327 MSE MET | MODIFIED RESIDUE | UNP P40927
P 343 MSE MET | MODIFIED RESIDUE | UNP P40927
P 374 MSE MET | MODIFIED RESIDUE | UNP P40927
P 407 MSE MET | MODIFIED RESIDUE | UNP P40927
P 577 MSE MET | MODIFIED RESIDUE | UNP P40927

e Molecule 2 is NADP NICOTINAMIDE-ADENINE-DINUCLEOTIDE PHOSPHATE
(three-letter code: NAP) (formula: Cy;HogN7O7P3).

g,
Mol | Chain | Residues Atoms ZeroQOcc | AltConf

Total C N O P

2 A 1 48 21 7 17 3 0 0
Total C N O P

2 B 1 48 21 7 17 3 0 0
Total C N O P

2 C 1 48 21 7 17 3 0 0
Total C N O P

2 D 1 48 21 7 17 3 0 0
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Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
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e Molecule 3 is OXALATE ION (three-letter code: OXL) (formula: Cy0y).

OxL

03
O -
c1y—Q o1
02 O —cz
O -
04
S Pi
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 1 Togal g 2 0 0
3 B 1 Togal g 2 0 0
3 C 1 Togal g Ef 0 0
3 D 1 Togal g i) 0 0
3 E 1 Togal g i) 0 0
3 F 1 Togal g i) 0 0
3 G 1 Togal g g 0 0
3 H 1 Togal g 2 0 0
3 I 1 Togal g 2 0 0
3 J 1 Togal g 2 0 0
3 K 1 Togal g 2 0 0
3 L 1 Togal g 2 0 0
3 M 1 Togal g (i 0 0
3 N 1 Togal g (i 0 0
3 0 1 Togal g (i 0 0
3 P 1 Togal (23 (Z 0 0

e Molecule 4 is MANGANESE (II) ION (three-letter code: MN) (formula: Mn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 P 1 Total Mn 0 0

1 1
4 G 1 Total Mn 0 0

1 1

Total Mn

4 J 1 1 1 0 0
1 D 1 Tofal 1\?“ 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 K 1 Total Mn 0 0
1 1

A B 1 Total Mn 0 0
1 1

A H 1 Total Mn 0 0
1 1

A B 1 Total Mn 0 0
1 1

Total Mn

4 1 1 1 1 0 0

A o 1 Total Mn 0 0
1 1

A A 1 Total Mn 0 0
1 1

A N 1 Total Mn 0 0
1 1

A 0 1 Total Mn 0 0
1 1

A L 1 Total Mn 0 0
1 1

4 P 1 Total Mn 0 0
1 1

4 M 1 Toltal l\ﬁ“ 0 0

e Molecule 5 is CHLORIDE ION (three-letter code: CL) (formula: Cl).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 P 3 Togtal (;1 0 0
5 G 1 Tofal (131 0 0
5 J 2 TO;al (231 0 0
5 K 1 Tofal (131 0 0
5 E 3 TO;al gl 0 0
5 H 1 Toltal ? 0 0
5 B 1 Toltal ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 I 5 TO;al (;1 0 0
5 C 4 Toial Eil 0 0
5 N 2 TO;al (231 0 0
5 0 4 Toial (311 0 0
5 L 1 Tofal (131 0 0
5 F 2 TO;al (5‘1 0 0
5 M 3 Tostal gl 0 0

e Molecule 6 is SODIUM ION (three-letter code: NA) (formula: Na).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Na
6 P 5 5 5 0 0
6 a 1 Total Na 0 0
1 1
Total Na
6 J 2 5 9 0 0
Total Na
6 D 2 5 9 0 0
6 K 1 Total Na 0 0
1 1
Total Na
6 H 5 5 5 0 0
Total Na
6 1 2 5 9 0 0
Total Na
6 C 4 4 A 0 0
6 N 1 Total Na 0 0
1 1
Total Na
6 O 4 4 4 0 0
Total Na
6 L 1 1 1 0 0
Total Na
6 F 2 5 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 M 6 Togal 1\? 0 0

e Molecule 7 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 A 35 ngal ?% 0 0

7 B 42 th;l 402 0 0

7 C 7 T(;gal ?7 0 0

7| D 49 ngal fg 0 0

7 E 58 ngal 5% 0 0

7 F 78 T(;gal 708 0 0

7 G 65 Tgt;‘l 6?5 0 0

7 H 77 T(;t;‘l 707 0 0

7 I 80 ngal g) 0 0

7 J 63 ngal 6% 0 0

7 K 41 thlal 1?1 0 0

7 L 75 T‘;gal 705 0 0

7 M 81 Tgtlal 5?1 0 0

7 N 71 T‘;tlal 701 0 0

7 0 78 T‘;;al 708 0 0

7 P 79 T‘;gal 709 0 0
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41%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates

56%
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

3 Residue-property plots (i)
e Molecule 1: MALIC ENZYME

Note EDS was not executed.

Page 16
Chain A:

7811

T8TA
081d
6.71

LLTH

SLTA

TLT

9971
99TH
v913
€91D
291a
TOTL

*

99T
GSTI
P9T1A

ce1d

9Ty
ToTN
092V
692N
84Ty
LST4
9920
vacd
TSe1

9Tk
44

£l

6ETH
8€Td

S€TT
e

TETR

6zch

et44°s

(444

8TCTA

91ed
s1ea
12

(4348

L0OTL

S0TA
v0ca
€021
20T
TOTA
00zcd
6611
8610

96TH
S67d
v6TY

0670

88TL

9811

PEVR
E€EVT
[4571]
TePE
0EVY
6C%L
8T%0
LT%E

0T%s

L1%4
9T¥I
ST¥PI
¥T¥vd

807V
LOPI
9070
S0%h
$0¥1
€071
zovh
1050

66€4

96€D

Y6EY

CTBEA
16€D

88EA

98€d

¥8eI

T8EA
08€1

8LEd

9LEN
SLEN

69€H
89¢€d

99€V

£9€d
{4158

I

5574208

€€9d
TESN

8TSA
LTS8V

eq=b}

1250

6161

9191

808D
L0971

voga

00sb

L6%A
96%3

Y67l
€671
T6¥%1
L8%D

6L%1
8L%A

G i m BB =B s 88
< < & < < & Sy & & R A <
Ll [ [ = 0 o B =2 =0 > > =

38%

59%

i

e Molecule 1: MALIC ENZYME

8631

964
S61

o
o3
a

S81

184
08a

8.a
LLS

€LE
TLd

o
~
i

©
©
=1

©
©
=1

790

29a

—
©
=4

~
[}
(&)

© () 0 © o = < 10 ©
o & <& ¥ mmO 10 0 0 0 10 m

Il o N a N GG a A

2 ) ) O AaH [ =]

0ETY

eld4]
448
€CTH
[444s
7221

61¢I
8TCA

91ed
g1eda

2121

L02L

S0TA
voca
€021
20TH
ToCTA
002d

861D

S61d

261D

0610

8811
L8TX

7811
£81Y

T8TA
081d
6L1I

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

Full wwPDB X-ray Structure Validation Report 1GQ2

Page 17

0S€I

Svea

£veEN
ThEM

9ged

€EES
CTEEA

8zed
LTEW

YCEA
€CEI

L

61€I

STEY
1€l

(454

otred

LOEA

SOEH

€0€S
20€T

00€EN

962
9621

88TA

g98cs
8Ty

182h
9Lz
£LTX
oLzy
9921
9921

9Ty

092y

£vvd
(474729

9EVR

€EPT
[4301]
TEYE
0ERY
62%L
8T%D
Lgva

(44
L1%4
9T¥I
STPI

€TvY
(45728

LOYH

€0%1

66€4

96€D

T6€D

88EA

T8EA

6.ed
8.Led

YLEW

LOEH

Y9EH

CToEN
TOEH

69EL

9GeY
paey
£36€D

9LSV
S.S3

€.9d
CTLSM

69598

(45158

LGSGA
felefeli]

6791

¥vad
147408

LESN

SESK

€€9d

6294

6161

9191

L0971

6L7%I
8LYA

9L¥%'T

YLVA

CTLvd
TLvd
0L%A

89%S
LO%N
99%N

197K

69VL
89%0

141778

6%%d

i444 4

e Molecule 1

8.L9)

MALIC ENZYME

62%

Chain C

06a
680

98I

T84

LLS

cLd

99%

79b
£9Y

190

94d
949d

9%h

£va
(474

S6Td
P61y

261D

061D

88TL

98711

€814

081d
6LT1

SLTR
9410

L1
TL10

9971
S9TH
v913
€919

T9TL

8GTI
LGTY

PSTA

L1€T

STEY

ziey

88TA

48cs
8Ty

vL2d
0LcH
9921
G921
vocH
€924

ToCTN

692N
8GcTY

feletacs

[4lay

1

9%Tk
ei4s

(4448

LETH

eT

eld4]

/{448
E€CCH

144
(44)]
61CI

L0TL

q0cA
70Ta

002d
6611

L6TD

0T%d

LOPH

So%h
$0¥'T

2o%h
T0%0

66€4

96€D

v6eY

T6ED

T8EA
08€I

8.ed

98N
T9€d
09€d

8GET

9GEY

LTEN

vcen
€TEI

6T€I

S053d
y0sd

TOSA

L6YA

Y671

%1

L8%D

S8%H
25128

08%S
6.L%1
8L¥A

CTLyd
TLYd
0L%A
69%A
89%S
LOPN

09%1

85%h

7971

TSA

€vvd

[Vh44S

8EvA
LEYL
9ETA

€671
cevd
it
0EHY
6Z%L
8Z%D
LT%d

9T¥%I

€ThY
(45728

8.L9%
LLSH

§.93
¥L93
€.9d
TLSH
0981

LSSA

jets

6791

¥vad
574508

LESN
9€9Y

€699
2TESN

9281

1250

80Sh

MALIC ENZYME

e Molecule 1

35%

61%

Chain D

TETY

L2T4

12T
0Z10

LT1TD
TTTA
60Td
80TH
L0T4d
¥0TI
86
S61
164
06a

680

188
98I

184

(X

G9A
ob

790

G949d

8%1
L%0

i
¥va
£va
(4748
7L

8EN
LED

€T

T

orca

€021
TOoTH
T0TA

6611

3

S6Td
v6TH

061D

L8TR
9871

7811
€814

08Td
6LTI

LLTW

SLTR
YLTD

TLT1
T.1Q

9911
SOTYH

C°91d

09TA
6GTA
8GTI

G9GTI
YATA

catd
19Td
0STH

CYTH
1542

8ETH
LETI

SETI

67€I

viex

60€4

SOEH

T0€Y
00€EN

962

c6e1

88TA

§8CS
78Ty

9Lcd

€LTR

0.2y

9921

63cN

efetacy

[4°148
18271

O%Ch
SvTH

E¥CL
{4448

oveca
6ETH
8€cd
Leca
veTT
ogey

SzecH
448

12T
0ZeH

81Tk

€121

o9THY

9T¥I
STPI

0T%d

LOYH

S0%h
$0¥'1

107D

66€4

H-

88€A

8¢y
T8EA
08€I
6.ed

9LEN
0L€D
69€H
89¢€d

99e4

L

Toed
09ed
69EL
zgen
0S€I
EPEN

LEEY
9€ed

€EES
CEEN

0€€H

VHNOHNMSWLO NO
NN mmmm o oy § =
IS I NA < &
OF=MHoAa MO o =

8zeD
LTEN

been
€2eI

T2sh

6781

¥18d

2181

6093
808b
L0871

9093
093

T0SA
00SD
LBYA
6%l
€671
2691

88%Q
L8%D

9L¥T
TLlvd
TLYd
0L%A

LOPN
99%N

09%1

8S¥%h

AsidlS

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 1GQ2

Page 18

088Y

TLSH

Ll

&
=
o
Q
Z.
s
<
3
<1
=

9%9d

¥¥9d
57450

£€93
2cEeSN

6T
8TSA

9TSI

e Molecule 1

¥Ta1

36%

60%

Chain E

CTTR

0TTI
60Td
80TH

0071

8631

190

18D

TSH

67N

+

ShY
vva
£vd

TPL

8EW

9N

ogyY

3

9TX
STH

e€eH

€021
TOoTH
T0TA
00zd
66711
8610

96Td
v6TH

3

9871

811
€8T

08Td
6LTI

LLTW

SLTR

LI
TL1a

891D

9911
SOTH
¥913
€91D
291d

09TA

89TI
LSTV

HSTA

2e1d

6€Ta
8ETH
LETI
9ETL
SETI
YETA

TETH

+

STT1

8111

STTL

T6C1

88TA

98TA

8Ty
£8CL

182l

¥.L2d
€LTR

0LcH

v9cy
g€9cd

092V
8scy
feletdc
[4:tay
19271

082D

9%Ch

S57AN
{474

oveca
6ECTH
8ecd

YETT

ceea

92Tl
ScecH
1449,
€TCH
czed
L1448

S1eda

T1CL

602N

L0TL

S02A
¥oza

T6€D

68€T
88EA

98€d
08€I
6.L€d
8.L€d
YLEN

89€d
LOEH

S9gd
79€H
£9ed
09€d
8GE€T

6%€T

EVEN
THEM

LEEY

€EES
TEEN

8zel
LTEW

ween

€TEI

61€I

STEV
vied

oTed
60€4

e Molecule 1

LOEA

SOEH

0oeN

L6TI

L8%D

08%S
6.%I
8LYA

TLvd
TL%d

6974

LOPN
99%N

48%d
871

6774
S¥¥S
4441
£¥vd

9EVR
SEPA

€671
[4:5701]
173
0EBY
62Z%L
82Z%D
Lzva
9THY
STHY

(44

9T%I

€174
(45728

0T%d

LOYH

S0%h
$0¥'T

To%h
107D

66€d

G6EL
veey

1

LLSH

49,93

€.9d

TLSL
0LSA

T9SL

€691

6791

9%4d

¥¥ad
£%9%

9ggy

€esd
TeSH

6294

8TSA
LTSy

v14d

L0871

C0SA

00sh

9672

MALIC ENZYME

33%

63%

Chain F

0071

8631

964
S6'1

€63

06d

81

84
08a

8.a
LLS

SLT

TLd

0L%

891

99K

9b
£9Y

790

18D
9gd
sgd
ovh

£va
Tyl

SEN

€EH

e€e

T6TH

0670

88TL

9811

811
€8TY

081d
6L11

TLIT

9911
S9TH
912

291a

89TI
LGTY

¥9TA
€418
{4 cs
181d
0GTH

OYTH

(0A%S
6€Ta
8ETH
LETI
9ETL

5

CETD
1€TY

STT1

¥T1d
E€1TL

60Td
80TH
LO0T4

%011
€01a

2621
1621

98CTA
§8CS
8Ty
0LcH

9921

88cV

[4:tay
1821

Svee

i
i

(4448

oveca
6ETH
8€Td

[4574]
TEVH
0EWY
62%L
8T¥%0

0Z%S

8THY

9T%1

LO%W

509D

2owh
1090

3

S6€1

€6EV

88EA

£8€d

T8€A

8%39a

9%9d
fei2e]i]
%%3d
£G4

€egad

8TGA

92S1

i£4°%)

Y6vL

671

6L%1

9L¥%1

TLvd

0L%A
6971

LOWN
99N

6GYL

98%S

€971
[4°47}

6774

SY¥S

£vvd
[474729

9EWR

€EPT

8.8%

TLGM

6965

CT9GR

6968
8GGL
L8GA
95850

oy
€GSI

e Molecule 1

T8SY

MALIC ENZYME

36%

60%

Chain G

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 1GQ2

Page 19

£6d

64

T8y
08a

LLS

cLd

90
€9V

494Gd

€91

E€CCTH
[444s
72T
0zTH

voca
€021
20oZTH
TOZA
00zd
66711
86710

9971

8971

9971

(4 %)

(X493

61TV

¥11d

TTTA

60Td

LTEW

ween

€TEI

6T€I

STEV
viea

LOEA

€0€S

96cH

T6C1

88CTA

S8TS

%L20

0.L2H

9921

9921

%92y

it )

L8zd
98za

Y9cd

[4tay
1821

8¥CH
L%2H
9vCk

3

(4748

6ETH
8€cd

¥eTT

ceea

622h

qgTy
j 4o

80%V
LO%W

S0%h
0¥
€071

1070

66€4

3

S6€1
Y6EY

T6EN
16€D

€08S
CT0SA

00sb
667V

9673

Y6Vl
€671
T6¥%1

L8%D
98%1

£8%1

6L%I
8L%A

SLVV
2572

TLlbd
TLvd
0L%A

LO%N
99%N

7970

fefel 2|
¥8v1

(4578

67%d
8%bd

evbd
[474729

(0448

LEVL
9EWR

£€¥1
[4574]
1€
0EHY
428
8Z%D
LT%3

9T%I
STPI

089X

8.L8)
LLSH
9LSV

TLGM

CT9GR

0961

LGGA
94gh

€GSI

MALIC ENZYME

185y

8%3a

¥vad
537408

ceSN

6294
8TGA
Lzav
9241

9181
S18d
¥14d

C191

i

e Molecule 1

908N

35%

+

62%

Chain H

607d
80TH
L0T4

SoTd
0TI

863

964
S6T

680
88T

184

6LT
8.La
LLS

cLd

q9A
#9b

z9a
190

ToCTA
002d
6671
86710
L6TD

S6Td
v61Y

811
€8TY

081d
6.71

LLTH

SLTX

8ETH

LETI

9€TL

CTETD

6CTY

r4 %

€CTR

9921

vocH

092y
6GTN

LGtd

jelefacs

€azh

1821

i4aS
ity

(47448

8€Td
LETH

veTT
€€ca

ogzy
6zzh

9gel
144

[444s
144
0zTH

4158

[}
T0%0

96€D

v6eY

T6EN
16€D

98€d

08€I
6.LEa
8.L€d

9LEN

bLER

69€H

L9EH

Y9EH

CTOEN

T9€H

8GET

TSEA

EVEN
ThEM

LEEY
9€ed

€EES
CEEA

14
8zed
LTEW

wTen
€CEI

TTEN

6T€I

L1€T

STEV
¥1e8E

CTOSA

00sb

96%3

2691

L8%D

£8%1

6L%1
8LYA

9L¥%'T

i 2528

TLvd
0L%A

89%S
LOPN
99%N

TSPA

i4441
£%%d
(474729

9EVR

E€EVT
[4571]
TePE
0EVYV
6C%L

PR474S

STHA

cThd

0T%s

L1%4
9T¥I

£TvY
(457208

LOYW

So%h

089Y

9.8V

L

TLSL

6968

CT9SK

964Gl

L%S3

¥99d
5574508

Ll

MALIC ENZYME

0€4I
6294

9241

9191

2191
T19Y

e Molecule 1

33%

64%

Chain [

STTL
CITR
T1TA
0TTI
601d
80T
%011
0011

S6T

164

88T

T84
08a

LLS
27X}

€.d
cLd

0L

q9A
79b

8494

7L

8EN

9EN
SEN

62T

pXacs
9TL

weu
€T

s12a

80ca
L0TL

002d

96TH

061D

L8TA
9811

811

081d
6471

SLTA

L1
TL1Q

6971

9971

v913
€919
291a
T9TL

6GTA
8GTI

GSTI
PSTA

¢sTd
9%IN
71D
6E1Q
8ETH
LETI
9ETL
QETI
YETA
TETH

1270
0z1d

LT1D

€CEI

ozey
61€1

L1€1

60€d

SOEH

€0€S

00EN

L6cI

88TA

8Ty

6.2a

.20
€LTA

0LcH
69Tk

9921
9921
v9cH

LSTd
9§2a

[4°ta)

9%Tk
SHTH

AN
(444

6ETH
8€cd
PR ACS
0ETY
9¢TI
STy
[444s
TZet

912d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 1GQ2

Page 20

LOPH
90%a

70%1

Tovh
1030

66€4

-

T8EA
08€I
6.£d

LLET
9LEN

YLEW

0L€0

vcen

9950
»99Y

¥Pad
157408

LESN
9€9YH

€€9d

T2sh

719d

LOST

S053

T0SA

L6YA
96%d

€671
T6%1

8LYA
9L%T
CTLvd
TLvd
0L%A
69%%
89%S
99%N
25
€vvd

9EVR

€71
[4s1}

6CPL
8CT%0

oTHY

9T¥I

089

S.53

0LSX
6959S

T9SL

MALIC ENZYME

e Molecule 1

64%

Chain J

88TL

+

7871
€8TYH

08Td
6LTI

LLTW

SLTR

TLTT

99TI

79TH

c9tTa

8GTI
LSTV

G9GTI
HSTA

[4°] %

0SGTH

87Tl
L5711

SYTL

EYTI

3

6€Td
8ETH
LETI

SETI

TETY

STT1

CCTH

0ZT1D

8TT1T

9TTA

CITR

2621
88CTA

S8TS
8Ty

9.24
€LTA
0LcH
9921
v9cH
Tocn
84Ty
elotact

t4ctas
7621

9%CA
44

£%cl
[444

6ETH
8€cd
LgegH
eT
0ETY
LTTH
GTTH
81CA

g1eda

v02d

002d
6671
86710

S6Td

261D

To¥h
T0%h

96€D

Z6EA

i

88€EA

T8EA

6.LEQ
8.Led
LLET

qLeN
PLEN

£9¢€d
29gey

69EL
89€1

baeyd

TSEA
0GeI

LyEN
EVEN
oveY
LEEY
CEEN
62eN
8zeD

LTEN

€Cel

1

61€1

L1€7T

q1ey
LS

ciey
€0€S

L6TI

1250

9191

191
T18Y

6053
8080

9093

ZTOSA

00s0

9672

€671

68%a

98%1

6.%1

TLlvd
TLYd
0L%A

LIPN
99%N

TOVA
€hhd
9E%X
€71
[45701]
1€7H
0EWY
6Z%L
0Z%S

9T¥I
STPI

LOPH

70¥%1
€0¥%I

083Y

8.L9%

§G.93

TLSH

0LSK

99SA

T9SL

LSSA

§G9S

MALIC ENZYME

€481

6%91

v¥ad
57450

8ESN

€€

TESY

e Molecule 1

6294

39%

58%

Chain K

0TT10

8TT1
LTTD

60Td
80TH

%0TI

861

S61

164

88T

T8Y

08a
6.1

LLS

bLe

99K

90

z9a
T9b

894

e
€e

L0TL

TOTH

00zd
L6TD
96TH
S6Td

T6TH

0610

88TL

98T1

7811
€814

08Td
6LTI

LLTW

SLTR
YL1D

TLT1
T.1Q

9911

¥913

T19TL

69TA
8GTI

98T
GGTI
YSTA

4] %)

871l

SYTL

3

8ETH
LETI

SETI

TETY

1270

Sl 2 T

-
o [} m mmm [} «
o~ = v o ]

88TA

78Ty

vLTD
€LTR

0LcH
9921
9921
jlas
192N

8gcy
LG9cd

fefetacy
v9cd

[4:tan
1921
0S2d

SyTH

e%CL
(474

6ETH
8€cd

Lzecy
9zeI
ScecH

12T
0zeH

[AtA
1121

602N

L8EL

S8R

T8eYN
T8€A
08€T

8L€d
LLET
9LEN
SLEN

89€d
LOEH
99EV
g9gd
79€H

{4128

6GEL
8GET

98EVY
v3eY

[4°12’8

0S€I
6%ET

EVEN
TYEM

oved
6EEN

LEEY
geed
TEEN

T€ED
0€€d

8zeh
LTEW

STEW
veen
ETEI

3

TTEN

6T€I

STEV

8LYA

TLlvd
TLPd
0L%A

LOPN
99%N

8G%h
§9¥d
$9¥'T
6974
jadal
THYI
9EVR
€€V
1EVE
0E¥Y
6271
82D
zTvd
TTHN
0z¥s
1194
91¥I
STYI
$1¥d

TIHN

607V

LO%H
90%a
S0%h
$0%1
£0%1
co%h
T0%h

66€d

S6EL

Z6EN

088)

9.8V
G.83d

€.9d
TLSH

6998

(412

LSSA

1

RLDWIDE

6791

¥had
€h38

6€9L
vESY
€€93
TESA

6294

LTSV
9TsI

6TSI

LTSA
9181

808h
L0871

093

8671

9673

7671

671

68%a
88%a
L8%D

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 1GQ2

Page 21

MALIC ENZYME

e Molecule 1

38%

58%

Chain L

ETTL

TTTA

60Td

LSD

99d

LED
9N
SEN

L2H

e
€eH

L8TR
9811

£8TH

SLTR
2%

TLT1

99TI
S9TY

L

€9T1D

09TA

8GTI
LSTV
98T
SSTI
HGTA

6918
87Tl

OFTH
SPTIL

07Td
6€Ta
8ETH
LETI
9ETL

€ETT
CETH
TETY

62Td
8TTH
LTTd

S2T1

ETTR

12T
0Z10

LT1TD

S8TS
78Ty

1820

€LTR

0LcH

9921

63N

fefetact

(4145

9%Ch

E¥CL
(474

i

8€cd

veTT

0ogcy

Lzey

3

€CCH
[444s
12T
0ZeH

T12L

602N

L0TL

S0cA

20T
102A

3

S6Td
T6TY

T6TH

061D

9GEY
HGeY

0S€I

8€EI
LEEY
9€eH

beEN

CTEEN

0€€d

8zed
128N

249
€CEI

61€I
o1eY
STEY
v1ed

CTIEY

{0]3):)

TOEYH
00€EN
662)

L6TI
962

88TA

TLvd
TLPd
0L¥A
6971
89%S
LOPN
99PN

09%1

98%S
99%d
24!

6%vd

S¥vS
iaadl
£vvd
TYYI
1547

9EVR

€EYT
TEVD
TEYE
0EDY
6CYL
8¢HD
Legva

(4743

81HY
PASZS
9THI

P1¥d
TIPN
LOYH
€0%1

co%h
T0%h

66€4
86EY

S6EL
v6eV
€6V
ZT6EN

68¢€1

eel

99SA

7950

T9SL

3

feleieli]

i2skLS

0693

8¥%3a
L%93

7Pad
€PSA

LESN

€egd

6294

LTS8y

i74°h)

6181

91871

191

805D

+

v0sd

CTOSA

LETA
9673

€671

674

£8%1

6.%1

8.L8Y
LLSW

e Molecule 1

S.53
vLsa
€.9d
TLSM

MALIC ENZYME

34%

63%

Chain M

%071

66A

Y
)
B

964
961
76)
€631

L8

9ad

TSH

8%

00cd
66711

96TH
S6Td
v6TY
061D

9871

08T1d
6LT1

8GTI
LGTV

¥aTA

8%l

SYTL
YTV

154%)
0%Td

8ETH
LETI

CTETH
TETY

+

€ITL

T1TA

60Td
80TW
LOT4

ween
€TEI

0ozev

6T€I

STEV
viex

oT€d
60€4d

SOEH

00€EN

T6T1

88CTA

9Lcd

€LTR

0.cd

9921

¥9cH

192N

8gzy
LGzd

1821

8YCW

9%Ck
g4

E£YCL
(474

6ETH
8€cd
Leca
veT
{44
€TCH
[444s
12T

€021
20oCH

0PV
6C%L
8T¥%D
LT%3
oTHY

L1%4
9T%I

S0%h

€0%I
[4odi]
1070

66€4

8GET

v3ed

TGEA

EVEN
THEM

LEEV
oged

TEEA

8zeh
LTEW

6294

0zsh

9181

2181

S093

208A

9673

7671

61

88%a

98%I

£8%1

6.L%1
8LYA

9LYT

2578

2Llvd
TLvd
0L¥A

89%S

99%N

09%1

99%d
254

08%a

L¥%S

i4441
€vvd

9EVR
SEPH

TEVD
TEYE

089%

LLSW

S.53d
vL93

TLSH
TLSL

CT9SA

1+l

MALIC ENZYME

TSGY

e Molecule 1

6791
8%3a

P¥ad
€¥3L

8ESN

TeSN

36%

60%

Chain N

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 1GQ2

Page 22

0071

8631

964

€63

06a
680

98K
981

84

Ll

cLd

691

90

190

641

9Gd

€41
[4h]

II'D II
Il
=]

87T

9%l

va
o
(448
TPl

6EY

LED
9%
SEN

€EH

0€Y

8TA

3

e€ey

9871

7811

081d
6L11

LLTH

09TV

88cV

eietac

€920
TSTI
1521
082D

9%Ck
SvcH

£l
(4748

8ecTd
LETH

S€TT
¥eTT

pX44:S

qTTy
j249s
€TCTH
[444°s
j1448
0ged

91ed
S12a

€121

Tl
0T2cH
602N

L0TL

S0TA
%02

20TH

00zd

8610

S6Td
Y6

261D

88TL

6.ed
8Lgd

0geI
67T

LyEN

eveEN

0ved

8€EI
LEEY

veen

8zed
LTEW

vTeEN

T2EN

L1€7

b1en

oted
60€4d

z6e1

88TA

€LTk

0LcH
69Tk

9921
9921
v9cH

TLVA

TLvd
TLvd
0L%A

89%S
LOWN
99%N

7970

09%1

98%S

TavA

8%¥vd

£vbd
(474729

9EWR

€€V

125548
0ERY
62%L
8T¥%D

0Z%S

9T%I
STPI

€T%Y

0T%d

LO%W

cowh
1070

MALIC ENZYME

66€4

i

S6€1

98€d

T8€A
08€I

089)

LLSH

CTLSM

{4558

¥vad
5374°08

8ESN

9EgYd

6294

LTav
9281

ozsh

S19d
¥18d

C191

6093
808D

L

7093

T0oGA

96%d

v6vL
€671
6T
68%a

8L%A

e Molecule 1

35%

62%

Chain O

€T

681V

7811

081d
6.71

962

88TA

S8TS
8Ty

€LTR

0LcH

9921

09Ty

84Ty

992a
[4tan

TSTT
082D

€¥Tl
14448

6ETH
8€cd

ve€TT
zgea
agTy

[444s
7221

6121
81Tk

€121
(0] 345
L0TL

20TH
TOTA

6671

L6TD
96TH
S6Td
Y61y

[}
T0%0

ZT6EN

68€'T

L8EL

S8
T8EA
€Led
0L€0
69€H

(455258

09ed
69EL
8G9€1
LGES

vaed

¥oea
£0€S

00€N

0zsb

9191
ST9d

6093
808D

+

¥0932

L6TA
96%d

w6vL
£6%L
[ 4
68%a

6L7%I

Ll

CTLvd
TLYd
0L%A

99%N

(45728

LOYW

So%h

6.GA
894

TLGM

048X

99SA
9994

295K

8GGL

MALIC ENZYME

94gh

L%93

¥99d
5374208

€€9d

LTSy
92SI

12sh

e Molecule 1

32%

64%

Chain P

0071

S
)
5

964
G671

€63

=
[
a

98I

[4:2%
784

LLS
€L8
ol
9y

z9a
190

~ w0 ~
0 I 0
£ a o

67N

L%0

SPY
va
£va

7L

6EY

LED
9€N
SEN

E€EH

0ogy

9TL

42}

6LT1

LLTH

SLTX
TL1Q
9971

99TYH
7912

291a
T9TL
097A

8STIL

i

YaTA
€418
[4shxcs

0GTH

€911

1545

8ETH
LETI
9ETL
GETL

€ETT
CTETD

+

{4 )

0T1d

8111

?11d

TTTA

601d
80TH

01€d

SO0EH

00€EN

962

88CTA

8Ty

182h

9.LTd

vL20
€LTR

0LzH

9921
G921

86Ty
LSGgd

[4:14)
1821

o%Tk

£¥TL
(4448

6ETH
8€Td
LETH

PA44:S

{44
e
€CCH
[444s
1948

PR AN

voca
€021
20TH
ToCTA
002d
6611
8610

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 1GQ2

Page 23

8CT¥D

o9THY

9T¥I
STPI

TTPN

*

LOYH

S0%b
$0¥'T

covh
1070

66€d

H

88EA

Ll

29ey

89€1

0S€EI

THEM

0%eY

LEEY
9€ed

TEEA

LTEN

€TEI

6T€I

557420

£egd

0€SI

8TSA
LTSV

74

1250

6181

L1}

v0sa

TOSA

LBTA
96%d

€671
T6%1

L8%D

8LYA

€L%D
TLvd
TLYd

89%S
LOPN
99%N
09%1

SG%d

+
i

£%%d

8EvE

€EPT
TEVD
TEYE
0ERY
62HL

089Y

8.L9%

S.93

CTLSH

99GA

[415)S

8994

99Sb

jotS

¥vad

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 24

Full wwPDB X-ray Structure Validation Report

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section will therefore be incomplete.

Property Value Source
Space group P1 Depositor
Cell constants 124.15A4  140.86A 167.08A .
Depositor
a, b, c,a, 3,7 90.05° 87.16° 75.63°
Resolution (A) 10.00 - 2.50 Depositor
7 Data completencss 83.0 (10.00-2.50) Depositor
(in resolution range)
Rinerge 0.08 Depositor
Raym (Not available) Depositor
Refinement program CNS Depositor
R, Rree 0.210 , 0.256 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 71519 wwPDB-VP
Average B, all atoms (A2) 18.0 wwPDB-VP
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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: OXL,
NA, NAP, MN, CL

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

. Bond lengths Bond angles

Mol | Chain | p\1q7 #é\ >5 | RMSZ #é\ >5

1 A 0.39 0/4420 0.61 0/5962

1 B 0.38 0/4420 0.61 0/5962

1 C 0.40 0/4420 0.62 1/5962 (0.0%)

1 D 0.40 0/4420 0.62 0/5962

1 E 0.38 0/4420 0.61 0/5962

1 F 0.40 0/4420 0.63 1/5962 (0.0%)

1 G 0.39 0/4420 0.62 0/5962

1 H 0.41 0/4420 0.62 0/5962

1 I 0.40 0/4420 0.63 0/5962

1 J 0.40 0/4420 0.61 0/5962

1 K 0.39 0/4420 0.61 0/5962

1 L 0.39 0/4420 0.62 0/5962

1 M 0.41 0/4420 0.63 0/5962

1 N 0.40 0/4420 0.63 1/5962 (0.0%)

1 O 0.39 0/4420 0.62 0/5962

1 P 0.39 0/4421 0.62 0/5962
All All 0.39 | 0/70721 | 0.62 | 3/95392 (0.0%)

There are no bond length outliers.

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 C 251 | LEU | CA-CB-CG | 5.19 127.24 115.30
1 F 310 | GLN N-CA-C -5.11 97.21 111.00
1 N 352 | LYS N-CA-C 5.09 124.75 111.00

There are no chirality outliers.

There are no planarity outliers.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
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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 4345 0 4366 230 0
1 B 4345 0 4366 216 0
1 C 4345 0 4366 219 0
1 D 4345 0 4366 196 0
1 E 4345 0 4366 189 0
1 F 4345 0 4366 193 0
1 G 4345 0 4366 197 0
1 H 4345 0 4366 178 0
1 I 4345 0 4366 181 0
1 J 4345 0 4366 200 0
1 K 4345 0 4366 208 0
1 L 4345 0 4366 227 0
1 M 4345 0 4366 188 0
1 N 4345 0 4366 207 0
1 O 4345 0 4366 226 0
1 P 4346 0 4366 194 0
2 A 48 0 25 4 0
2 B 48 0 25 4 0
2 C 48 0 25 2 0
2 D 48 0 25 2 0
2 B 48 0 25 3 0
2 F 48 0 25 2 0
2 G 48 0 25 3 0
2 H 48 0 25 3 0
2 I 48 0 25 3 0
2 J 48 0 25 4 0
2 K 48 0 25 5 0
2 L 48 0 25 5 0
2 M 48 0 25 3 0
2 N 48 0 25 3 0
2 O 48 0 25 2 0
2 P 48 0 25 1 0
3 A 6 0 0 1 0
3 B 6 0 0 1 0
3 C 6 0 0 3 0
3 D 6 0 0 2 0
3 E 6 0 0 1 0

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

Symm-Clashes

H(added) | Clashes

Chain | Non-H | H(model)

Mol

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
6 D 2 0 0 0 0
6 F 2 0 0 0 0
6 G 1 0 0 0 0
6 H Y 0 0 0 0
6 I 2 0 0 0 0
6 J 2 0 0 0 0
6 K 1 0 0 0 0
6 L 1 0 0 0 0
6 M 6 0 0 0 0
6 N 1 0 0 0 0
6 O 4 0 0 0 0
6 P D 0 0 0 0
7 A 35 0 0 6 0
7 B 42 0 0 6 0
7 C 7 0 0 7 0
7 D 49 0 0 2 0
7 E 58 0 0 5 0
7 F 78 0 0 6 0
7 G 65 0 0 6 0
7 H 7 0 0 7 0
7 I 80 0 0 7 0
7 J 63 0 0 3 0
7 K 41 0 0 5 0
7 L 7 0 0 7 0
7 M 81 0 0 7 0
7 N 71 0 0 7 0
7 O 78 0 0 8 0
7 P 79 0 0 4 0

All All 71519 0 70256 3151 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 22.

All (3151) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.
Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:H:136: THR:HG22 1:H:138:HIS:H 1.08 1.17
1:N:136: THR:HG22 1:N:138:HIS:H 1.04 1.17
1:K:98:LYS:HD3 1:K:560: THR:HG21 1.30 1.14
1:F:136: THR:HG22 1:F:138:HIS:H 1.10 1.13
1:B:136: THR:HG22 1:B:138:HIS:H 1.06 1.13
Continued on next page...
gPDB
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:N:381:VAL:HG13 1:N:407:MSE:HE2 1.30 1.13
1:G:416:ILE:HG13 1:G:433:LEU:HD21 1.24 1.13
1:M:429: THR:HB 1:M:432:GLN:HG3 1.34 1.10
1:E:136: THR:HG22 1:E:138:HIS:H 1.06 1.10
1:0:323:ILE:HG22 1:0:327:MSE:HE2 1.25 1.10
1:K:136: THR:HG23 1:K:138:HIS:H 1.08 1.10
1:P:136: THR:HG22 1:P:138:HIS:H 1.04 1.09
1:C:136: THR:HG22 1:C:138:HIS:H 1.08 1.09
1:A:327:MSE:HE3 1:A:337:ALA:HB1 1.33 1.08
1:C:494: THR:HG23 1:C:526:1ILE:HD12 1.35 1.08
1:C:323:1ILE:HG22 1:C:327:MSE:HE2 1.36 1.08
1:1:136: THR:HG22 1:1:138:HIS:H 1.09 1.08
1:D:160:VAL:HG12 1:D:201:VAL:HB 1.30 1.07
1:A:177:MSE:HE1 1:A:200:PRO:HB2 1.35 1.07
1:0:136: THR:HG22 1:0:138:HIS:H 1.12 1.07
1:A:386:PRO:HG2 1:A:407:MSE:HE1 1.13 1.07
1:1:136: THR:HG22 1:1L:138:HIS:H 1.04 1.06
1:L:327:MSE:HE3 1:L:337:ALA:HBI1 1.38 1.05
1:P:160:VAL:HG22 1:P:201:VAL:HB 1.40 1.04
1:K:327:MSE:HE3 1:K:337:ALA:HB1 1.39 1.04
1:M:136: THR:HG23 1:M:138:HIS:H 1.17 1.03
1:E:386:PRO:HG2 1:E:407:-MSE:HE1 1.36 1.03
1:G:136: THR:HG22 1:G:138:HIS:H 1.24 1.03
1:J:136: THR:HG22 1:J:138:HIS:H 1.20 1.01
1:P:327:-MSE:HE3 1:P:337:ALA:HB1 1.40 1.01
1:0:104:ILE:HG13 1:0:108:MSE:HE3 1.38 1.00
1:N:327:MSE:HE3 1:N:337:ALA:HB1 1.40 1.00
1:G:177:MSE:HE1 1:G:200:PRO:HB2 1.42 1.00
1:C:416:1LE:HG13 1:C:433:LEU:HD21 1.40 0.99
1:M:429: THR:H 1:M:432:GLN:HE21 1.04 0.98
1:B:416:ILE:HG13 1:B:433:LEU:HD21 1.39 0.98
1:N:36:LYS:HG2 1:N:39:ALA:HB3 1.45 0.98
1:E:24:LYS:HG2 1:E:25:GLY:N 1.77 0.97
1:H:327:MSE:HE3 1:H:337:ALA:HB1 1.44 0.97
1:E:24:LYS:HZ2 1:E:49:ASN:HD22 1.00 0.97
1:N:504:GLU:HG3 1:N:508:GLN:HE21 1.30 0.96
1:M:238:PHE:HD?2 1:M:239:MSE:HE2 1.29 0.96
1:L:416:ILE:HG13 1:1L:433:LEU:HD21 1.48 0.96
1:L:261:ASN:H 1:L:261:ASN:HD22 1.11 0.95
1:L:145:THR:O 1:1L:148:GLN:HG2 1.65 0.95
1:H:359: THR:HG22 1:H:362:LYS:H 1.31 0.95
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:H:386:PRO:HG2 1:H:407:MSE:HE1 1.47 0.95
1:P:136: THR:HG22 1:P:138:HIS:N 1.81 0.94
1:F:177:MSE:HE3 1:F:177:MSE:HA 1.49 0.94
1:K:136: THR:HG23 1:K:138:HIS:N 1.81 0.94
1:J:136: THR:CG2 1:J:138:HIS:H 1.80 0.94
1:P:504:GLU:HG3 1:P:508:GLN:HE22 1.30 0.94
1:L:136: THR:HG22 1:L:138:HIS:N 1.82 0.94
1:P:416:ILE:HG13 1:P:433:LEU:HD21 1.49 0.94
1:D:547:GLU:H 1:D:547:GLU:CD 1.65 0.94
1:D:136: THR:HG23 1:D:138:HIS:H 1.31 0.94
1:P:36:LYS:HG2 1:P:39:ALA:HB3 1.50 0.93
1:E:24:LYS:HZ2 1:E:49:ASN:ND2 1.64 0.93
1:0:160:VAL:HG22 1:0:201:VAL:HB 1.51 0.93
1:L:261:ASN:HD22 1:L:261:ASN:N 1.67 0.93
1:1:429: THR:HG23 1:1:432:GLN:H 1.33 0.93
1:M:454:LEU:HD11 1:M:460:LEU:HG 1.51 0.93
1:E:327:-MSE:HE3 1:E:337:ALA:HB1 1.50 0.92
1:A:41:THR:HB 1:A:44.GLU:HG3 1.51 0.92
1:G:378:GLU:HA 1:G:403:ILE:HD11 1.51 0.92
1:A:42:LEU:HD23 1:.C:577:MSE:HE3 1.50 0.91
1:G:164:GLU:HG2 1:G:258:ALA:HB2 1.51 0.91
1:A:36:LYS:HG2 1:A:39:ALA:HB3 1.52 0.91
1:1:136: THR:HG22 1:1:138:HIS:N 1.85 0.91
1:C:23:LYS:HG2 1:C:24:LYS:H 1.34 0.91
1:0:401:GLN:HG2 1:0:405:GLN:HE21 1.33 0.91
1:B:98:LYS:HD3 1:B:560: THR:HG21 1.50 0.91
1:C:136:THR:HG22 1:C:138:HIS:N 1.87 0.90
1:F:429: THR:H 1:F:432:GLN:NE2 1.69 0.90
1:A:570:TYR:H 1:C:46:GLN:HE22 1.19 0.89
1:D:23:LYS:HG2 1:D:24:LLYS:H 1.36 0.89
1:N:136: THR:HG22 1:N:138:HIS:N 1.87 0.89
1:K:416:ILE:HG13 1:K:433:LEU:HD21 1.53 0.89
1:B:140:ARG:HH12 1:B:230:ALA:HB1 1.38 0.89
1:N:389:LEU:HG 1:N:407:MSE:HE3 1.54 0.89
1:J:429: THR:HB 1:J:432:GLN:HG2 1.54 0.88
1:1L:239:MSE:HA 1:1L:239:MSE:HE?2 1.55 0.88
1:0:136: THR:HB 1:0:139:ASP:0D2 1.73 0.88
1:0:412:LYS:HB2 1:0:412:LYS:NZ 1.88 0.88
1:E:136: THR:HG22 1:E:138:HIS:N 1.89 0.88
1:M:578:LYS:NZ 1:M:580:LYS:HB2 1.89 0.88
1:E:429: THR:HG22 1:E:431:GLU:H 1.37 0.88
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:G:222:ARG:HG3 1:G:222:ARG:HH11 1.39 0.88
1:N:98:LYS:HD3 1:N:560: THR:HG21 1.55 0.88
1:L:104:.1LE:HG13 1:L:108:MSE:HE3 1.56 0.87
1:D:324:VAL:HG12 1:D:328:GLN:HE21 1.39 0.87
1:A:466:ASN:HA 2:A:1581:NAP:H72N 1.39 0.87
1:G:560: THR:HG23 7:G:2062:HOH:O 1.74 0.87
1:J:416:ILE:HG13 1:J:433:LEU:HD21 1.57 0.87
1:A:358:LEU:HD23 1:A:363:GLU:HG3 1.56 0.87
1:0:238:PHE:CD2 1:0:239:MSE:HE3 2.09 0.87
1:E:98:LYS:HD3 1:E:560: THR:HG21 1.56 0.87
1:B:239:MSE:HE1 1:B:252:ILE:HG12 1.56 0.86
1:A:238:PHE:HD2 1:A:239:MSE:HE2 1.38 0.86
1:L:429:THR:HB 1:1:432:GLN:HG3 1.57 0.86
1:P:136: THR:CG2 1:P:138:HIS:H 1.87 0.86
1:J:466:ASN:HA 2:J:1581:NAP:H72N 1.38 0.86
1:G:136: THR:HG22 1:G:138:HIS:N 1.91 0.86
1:F:572: TRP:O 1:F:573:PRO:O 1.94 0.86
1:A:569:SER:HA 1:C:46:GLN:NE2 1.91 0.86
1:H:575:GLU:O 1:H:578:LYS:HG2 1.73 0.86
1:P:143:ILE:HD12 1:P:237:GLU:HG2 1.58 0.85
1:J:136: THR:HG22 1:J:138:HIS:N 1.90 0.85
1:K:239:MSE:HA 1:K:239:MSE:HE2 1.56 0.85
1:C:36:LYS:HG2 1:C:39:ALA:HB3 1.56 0.85
1:N:416:ILE:HG13 1:N:433:LEU:HD21 1.57 0.85
1:G:575:GLU:HG2 1:G:576:ALA:N 1.88 0.85
1:M:433:LEU:HG 1:M:443:PHE:HB2 1.59 0.85
1:A:572:TRP:O 1:A:573:PRO:O 1.94 0.85
1:B:239:MSE:HE2 1:B:239:MSE:HA 1.56 0.85
1:G:429:THR:H 1:G:432:GLN:NE2 1.75 0.85
1:1:327:MSE:HE3 1:1:337:ALA:HB1 1.55 0.85
1:0:239:MSE:HA 1:0:239:MSE:HE2 1.59 0.84
1:0:41: THR:HB 1:0:44:GLU:HG3 1.58 0.84
1:1:133:LEU:HD22 1:1:135:ILE:HG13 1.58 0.84
1:A:136: THR:CG2 1:A:138:HIS:H 1.91 0.84
1:M:327:MSE:HE3 1:M:337:ALA:HB1 1.59 0.84
1:N:24:LYS:HG2 1:P:24:.LYS:NZ 1.93 0.84
1:M:24:LYS:HB2 1:M:24:LYS:NZ 1.89 0.84
1:H:416:ILE:HG13 1:H:433:LEU:HD21 1.57 0.84
1:M:401:GLN:O 1:M:405:GLN:HG3 1.77 0.84
1:B:136: THR:HB 1:B:139:ASP:OD1 1.78 0.83
1:J:572:TRP:O 1:J:573:PRO:O 1.96 0.83
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:N:381:VAL:CG1 1:N:407:MSE:HE2 2.07 0.83
1:F:129:ARG:HG3 1:F:129:ARG:HH11 1.42 0.83
1:J:327:MSE:HE3 1:J:337:ALA:HB1 1.57 0.83
1:E:340:ARG:HH11 1:E:340:ARG:HB3 1.44 0.83
1:B:41: THR:HG22 1:B:43:GLU:H 1.43 0.83
1:B:352:LYS:HE2 1:B:353:GLY:H 1.42 0.83
1:G:378:GLU:HA 1:G:403:ILE:CD1 2.09 0.83
1:K:152:GLU:OE2 1:K:154:VAL:HG12 1.78 0.83
7:N:2067:-HOH:O 1:0:222:ARG:HD?2 1.77 0.83
1:A:359: THR:HG22 1:A:362:LYS:HE2 1.61 0.83
1:D:35:ASN:ND2 1:D:37:GLY:H 1.77 0.83
1:J:98:LYS:HD3 1:J:560: THR:HG21 1.60 0.83
1:K:164:GLU:HG2 1:K:258:ALA:HB2 1.60 0.83
1:L:132:GLY:HA3 1:L:177:MSE:HE1 1.58 0.83
1:G:324:VAL:HG12 | 1:G:328:GLN:HE21 1.43 0.83
1:B:301:ARG:NH1 1:B:301:ARG:HB3 1.94 0.82
1:J:578:LYS:HE2 1:J:580:LYS:HE3 1.61 0.82
1:A:316:ALA:HB1 1:A:343:MSE:CE 2.10 0.82
1:L:136:THR:CG2 1:1L:138:HIS:H 1.90 0.82
1:F:238:PHE:CD2 1:F:239:MSE:HE3 2.14 0.82
1:1:136: THR:CG2 1:1:138:HIS:H 1.93 0.82
1:D:238:PHE:CD2 1:D:239:MSE:HE2 2.15 0.82
1:D:23:LYS:HG2 1:D:24:LYS:N 1.92 0.82
1:D:359: THR:HG22 1:D:361:GLU:H 1.44 0.82
1:J:238:PHE:CD2 1:J:239:MSE:HE2 2.15 0.82
1:F:239:MSE:HE?2 1:F:239:MSE:HA 1.61 0.81
1:0:59:LEU:HD13 1:0:64:GLN:HG3 1.61 0.81
1:1:350:1ILE:HG23 1:I:358:LEU:HD11 1.60 0.81
1:F:433:LEU:HG 1:F:443:PHE:CD1 2.15 0.81
1:A:26:TYR:HB2 7:A:2002:HOH:O 1.79 0.81
1:J:359: THR:HG23 1:J:362:LYS:H 1.43 0.81
1:B:136: THR:HG22 1:B:138:HIS:N 1.92 0.81
1:L:466:ASN:HA 2:L:1581:NAP:H72N 1.44 0.81
1:F:88:LEU:HD21 1:F:95:LEU:HD12 1.62 0.81
1:0:429:THR:HB 1:0:432:GLN:HG2 1.63 0.81
1:D:136: THR:HG23 1:D:138:HIS:N 1.96 0.81
1:1:35:ASN:ND2 1:L:37:GLY:H 1.79 0.81
1:L:381:VAL:CG1 1:L:407:MSE:HE1 2.11 0.81
1:P:504:GLU:HG3 1:P:508:GLN:NE2 1.95 0.81
1:1:429: THR:HG22 1:1:432:GLN:CG 2.10 0.81
1:F:136: THR:HG23 1:F:221:LEU:HD11 1.61 0.80
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:K:98:LYS:HD3 1:K:560: THR:CG2 2.11 0.80
1:H:154:VAL:HG12 7:H:2026:HOH:O 1.81 0.80
1:B:98:LYS:HD3 1:B:560: THR:CG2 2.11 0.80
1:D:327:MSE:HE3 1:D:337:ALA:HB1 1.63 0.80
1:0:23:LYS:O 1:0:24:LYS:HG3 1.81 0.80
1:H:288:VAL:HG21 1:H:322:LEU:HB3 1.64 0.80
1:N:386:PRO:HG2 1:N:407:MSE:HE1 1.62 0.80
1:N:340:ARG:HD3 7:N:2043:HOH:O 1.81 0.80
1:A:98:LYS:HD3 1:A:560: THR:HG21 1.61 0.80
1:M:24:LYS:HD2 1:0:24:LYS:HZ2 1.47 0.80
1:K:36:LYS:HG2 1:K:39:ALA:HB3 1.64 0.80
1:D:133:LEU:HD13 1:D:135:ILE:HD11 1.63 0.80
1:0:177:-MSE:CE 1:0:177:-MSE:HA 2.12 0.79
1:F:136: THR:HG22 1:F:138:HIS:N 1.94 0.79
1:M:104:ILE:HG13 1:M:108:MSE:HE3 1.63 0.79
1:P:41: THR:HG22 1:P:43:GLU:H 1.47 0.79
1:D:41: THR:HG22 1:D:43:GLU:H 1.45 0.79
1:H:92:ASN:C 1:H:92:ASN:HD22 1.85 0.79
1:A:177:MSE:CE 1:A:181:VAL:HG23 2.13 0.79
1:0:136:THR:HG23 | 1:0:221:LEU:HD11 1.63 0.79
1:}F:416:ILE:HG13 1:F:433:LEU:HD21 1.63 0.79
1:J:104:ILE:HG13 1:J:108:MSE:HE3 1.65 0.79
1:D:416:ILE:HG13 1:D:433:LEU:HD21 1.65 0.78
1:K:415:ILE:CD1 1:K:442:1LE:HD12 2.14 0.78
1:K:238:PHE:CD2 1:K:239:MSE:HE3 2.19 0.78
1:H:136: THR:HG22 1:H:138:HIS:N 1.92 0.78
1:0:328:GLN:NE2 1:0:334:LYS:HD2 1.98 0.78
1:N:572: TRP:O 1:N:573:PRO:O 2.02 0.78
1:G:136: THR:CG2 1:G:138:HIS:H 1.94 0.78
1:M:92:ASN:HD22 1:M:92:ASN:C 1.85 0.78
1:H:378:GLU:OE2 1:H:402: GLN:HB3 1.84 0.78
1:0:433:LEU:HD12 1:0:443:PHE:HB2 1.64 0.78
1:1:41: THR:HB 1:1:44:GLU:HG3 1.66 0.77
1:D:572: TRP:O 1:D:573:PRO:O 2.02 0.77
1:H:36:LYS:HG2 1:H:39:ALA:HB3 1.65 0.77
1:0:136: THR:HG22 1:0:138:HIS:N 1.96 0.77
1:H:575:GLU:HG2 1:H:576:ALA:N 1.97 0.77
1:G:396:GLY:HA3 7:G:2041:HOH:O 1.84 0.77
1:J:225:ARG:HB2 1:J:227:ARG:NH1 2.00 0.77
1:E:160:VAL:HG12 1:E:201:VAL:HB 1.65 0.77
1:F:299:LYS:HB3 1:F:299:LYS:NZ 2.00 0.77
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Atom-1 Atom-2 distance (A) | overlap (A)
1:D:238:PHE:HD2 1:D:239:MSE:HE2 1.49 0.77
1:G:137:ILE:HA 1:G:234:LEU:HD22 1.66 0.77
1:E:239:MSE:HE2 1:E:239:MSE:HA 1.65 0.77
1:1:238:PHE:CD2 1:1:239:MSE:HE3 2.20 0.77
1:N:104:ILE:HG12 1:N:108:MSE:HE3 1.67 0.76
1:N:324:VAL:HG12 1:N:328:GLN:HE21 1.49 0.76
1:M:416:ILE:HB 1:M:433:LEU:HD21 1.68 0.76
1:C:38:MSE:HB2 1:C:59:LEU:HD11 1.67 0.76
1:0:47:GLN:HE22 1:0:566:VAL:HG13 1.49 0.76
1:G:177:MSE:HE3 1:G:181:VAL:HG23 1.68 0.76
1:E:238:PHE:CD2 1:E:239:MSE:HE3 2.21 0.76
1:M:202:MSE:HE3 1:M:203:LEU:C 2.06 0.76
1:C:429: THR:HB 1:C:432:GLN:HG3 1.68 0.76
1:0:179:ILE:HB 1:0:180:PRO:HD3 1.68 0.76
1:P:47:GLN:HE22 1:P:566:VAL:HG13 1.50 0.75
1:G:238:PHE:HD2 1:G:239:MSE:HE2 1.51 0.75
1:C:88:LEU:HD13 1:C:96:PHE:HA 1.69 0.75
1:1L:261:ASN:ND2 1:L:261:ASN:H 1.85 0.75
1:A:136: THR:HG22 1:A:138:HIS:H 1.49 0.75
1:K:466:ASN:HA 2:K:1581:NAP:H72N 1.51 0.75
1:M:429: THR:HG22 1:M:431:GLU:H 1.50 0.75
1:0:41:THR:O 1:0:45:ARG:HG3 1.87 0.75
1:E:288:VAL:HG21 1:E:322:LEU:HB3 1.67 0.75
1:F:179.1LE:HB 1:F:180:PRO:HD3 1.68 0.75
1:M:323:ILE:HG22 1:M:327:MSE:HE2 1.68 0.75
1:B:41:THR:HG22 1:B:43:GLU:N 2.01 0.75
1:N:334:LYS:O 1:N:338:ILE:HD12 1.87 0.75
1:F:23:LYS:N 1:F:24:LYS:HZ3 1.85 0.75
1:N:504:GLU:HG3 1:N:508:GLN:NE2 2.01 0.75
1:J:179:1ILE:HB 1:J:180:PRO:HD3 1.69 0.74
1:A:238:PHE:CD2 1:A:239:MSE:HE2 2.21 0.74
1:L:550:GLU:O 1:L:554:ARG:HG3 1.88 0.74
1:1:92: ASN:HD22 1:1:92:ASN:C 1.88 0.74
1:1:239:MSE:HE1 1:1:252:ILE:HG21 1.69 0.74
1:F:227:ARG:HH11 1:F:227:ARG:HG3 1.52 0.74
1:0:321:ASN:HB2 7:0:2055:HOH: O 1.84 0.74
1:M:136: THR:HG23 1:M:138:HIS:N 1.99 0.74
1:F:350:ILE:HD11 1:F:362:LYS:HD3 1.69 0.74
1:1:132:GLY:HA3 1:L:177:MSE:CE 2.16 0.74
1:0:324:VAL:HA 1:0:327:MSE:HE3 1.69 0.74
1:A:504:GLU:HG3 1:A:508:GLN:HE21 1.52 0.74
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Atom-1 Atom-2 distance (A) | overlap (A)

1:J:270:ARG:HH11 1:J:270:ARG:HG2 1.52 0.74
1:C:136: THR:CG2 1:C:138:HIS:H 1.96 0.74
1:G:238:PHE:CD2 1:G:239:MSE:HE2 2.22 0.74
1:1:310: GLN:HE22 1:1:393:ALA:HB3 1.52 0.74
1:N:136: THR:HG23 | 1:N:221:LEU:HD11 1.68 0.74
1:0:266:LEU:O 1:0:270:ARG:HB2 1.88 0.74
1:G:227:ARG:HH11 1:G:227:ARG:HG3 1.53 0.74
1:B:104:ILE:HG13 1:B:108: MSE:HE3 1.70 0.74
1:N:429: THR:HG22 1:N:431:GLU:H 1.53 0.73
1:1:429: THR:HG22 1:1:432:GLN:HG3 1.69 0.73
1:0:412:LYS:HZ3 1:0:412:LYS:HB2 1.51 0.73
1:E:297:ILE:HD11 1:E:507:LEU:HD12 1.69 0.73
1:0:381:VAL:HG13 1:0:407:MSE:HE1 1.69 0.73
7:A:2016:HOH:O 1:D:580:LYS:HG2 1.87 0.73
1:B:136:THR:HG23 | 1:B:221:LEU:HD11 1.70 0.73
1:0:47:GLN:NE2 1:0:566:VAL:HG13 2.04 0.73
1:A:431:GLU:OE2 1:A:452:VAL:HG22 1.88 0.73
1:D:155:ILE:HD13 1:D:246:TYR:CE2 2.22 0.73
1:A:335:GLU:HG2 1:A:339:LYS:HE3 1.71 0.73
1:L:350:ILE:HG23 1:L:358:LEU:HD11 1.71 0.73
1:M:288:VAL:HG21 1:M:322:LEU:HB3 1.71 0.73
1:E:98:LYS:HD3 1:E:560: THR:CG2 2.18 0.73
1:0:146:MSE:HE3 1:P:51:HIS:CD2 2.23 0.73
1:F:42:LEU:O 1:F:46:GLN:HG3 1.88 0.73
1:P:429: THR:HG22 1:P:431:GLU:H 1.52 0.73
1:F:401:GLN:HG2 1:F:436: TYR:CZ 2.23 0.73
1:M:148:GLN:HG3 | 1:M:245:ARG:HH21 1.54 0.73
1:M:377:LEU:O 1:M:381:VAL:HG23 1.88 0.73
1:F:183:LYS:HE2 5:F:1586:CL:CL 2.26 0.73
1:0:327:MSE:HB3 1:0:332:VAL:HG11 1.71 0.72
1:0:429:THR:HB 7:0:2063:HOH:O 1.89 0.72
1:A:270:ARG:HH12 1:A:487:GLY:HA2 1.54 0.72
1:N:386:PRO:CG 1:N:407:MSE:HE1 2.18 0.72
1:G:324:VAL:HG12 1:G:328:GLN:NE2 2.04 0.72
1:D:61:GLN:HG2 1:D:98:LYS:HG2 1.69 0.72
1:M:578:LYS:HZ2 1:M:580:LYS:HB2 1.55 0.72
1:G:389:LEU:HD12 1:G:407:MSE:HE3 1.70 0.72
1:N:164:GLU:HG2 1:N:258:ALA:HB2 1.70 0.72
1:M:578:LYS:HZ1 1:M:580:LYS:HD3 1.54 0.72
1:E:429: THR:HG22 1:E:431:GLU:N 2.04 0.72
1:A:386:PRO:CG 1:A:407:MSE:HE1 2.07 0.72
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:E:164:GLU:HG2 1:E:258:ALA:HB2 1.71 0.72
1:D:266:LEU:O 1:D:270:ARG:HB2 1.89 0.72
1:D:38:MSE:HB2 1:D:59:LEU:HD11 1.71 0.72
1:G:222:ARG:NH1 1:G:222:ARG:HG3 2.04 0.72
1:D:92:ASN:HD22 1:D:92:ASN:C 1.92 0.72
1:F:98:LYS:HD3 1:F:560: THR:HG21 1.70 0.72
1:L:227:ARG:HG3 1:L:227:ARG:HH11 1.55 0.72
1:A:155:ILE:HD13 1:A:199:LEU:HB2 1.70 0.72
1:N:466:ASN:HA 2:N:1581:NAP:H72N 1.54 0.72
1:B:389:LEU:HD12 1:B:407:MSE:HE3 1.71 0.72
1:J:266:LEU:O 1:J:270:ARG:HB2 1.89 0.72
1:F:61:GLN:O 1:F:65:VAL:HG23 1.90 0.72
1:E:378:GLU:OE2 1:E:402: GLN:HB3 1.88 0.72
1:J:140:ARG:HH11 1:J:140:ARG:HB3 1.55 0.72
1:N:136: THR:CG2 1:N:138:HIS:H 1.95 0.71
1:C:41: THR:HG22 1:C:44:GLU:H 1.55 0.71
1:B:301:ARG:HH11 1:B:301:ARG:HB3 1.54 0.71
1:K:59:LEU:HD13 1:K:64:GLN:HG3 1.70 0.71
1:E:163:GLY:HA2 1:E:166:ILE:HD11 1.70 0.71
1:F:266:LEU:O 1:F:270: ARG:HB2 1.90 0.71
1:A:569:SER:HA 1:C:46:GLN:HE21 1.53 0.71
1:J:238:PHE:HD2 1:J:239:MSE:HE2 1.52 0.71
1:P:41: THR:HG22 1:P:43:GLU:N 2.04 0.71
1:P:454:LEU:HB3 1:P:455:PRO:HD?2 1.71 0.71
1:B:239:MSE:HA 1:B:239:MSE:CE 2.20 0.71
1:J:350:ILE:HG23 1:J:358:LEU:HD11 1.73 0.71
1:J:354:ARG:HB3 1:J:358:LEU:HD21 1.71 0.71
1:0:402:GLN:HG3 7:0:2057:HOH:O 1.90 0.71
1:0:327:MSE:O 1:0:332:VAL:HG12 1.89 0.71
1:1:359: THR:HG23 1:1:362:LYS:H 1.56 0.71
1:0:61:GLN:O 1:0:65:VAL:HG23 1.91 0.71
1:A:164:GLU:HG2 1:A:258:ALA:HB2 1.72 0.71
1:L:92:ASN:C 1:1:92:ASN:HD22 1.93 0.71
1:G:177:MSE:CE 1:G:200:PRO:HB2 2.20 0.71
1:D:389:LEU:HD12 1:D:407:MSE:HE3 1.73 0.71
1:N:538:ASN:HB3 7:N:2058:HOH: O 1.88 0.71
1:J:225:ARG:HB2 1:J:227:ARG:HH12 1.55 0.71
1:H:107:PHE:O 1:H:111:VAL:HG23 1.91 0.71
1:P:88:LEU:HD13 1:P:96:PHE:HA 1.72 0.71
1:D:359: THR:HG23 1:D:360:PRO:HD?2 1.73 0.70
1:J:41: THR:HG22 1:J:43:GLU:H 1.56 0.70
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
1:H:165:ARG:HD2 1:H:165:ARG:O 1.91 0.70
1:P:61:GLN:NE2 1:P:98:LYS:HE3 2.05 0.70
1:E:49:ASN:HB3 7:E:2003:HOH:O 1.90 0.70
1:M:238:PHE:CD2 1:M:239:MSE:HE2 2.19 0.70
1:0:177:MSE:HE2 1:0:177:-MSE:HA 1.73 0.70
1:B:66: TYR:CE1 1:B:70:LYS:HD3 2.26 0.70
1:H:160: VAL:HG22 1:H:201:VAL:HB 1.73 0.70
1:1:92: ASN:ND2 1:1:95:LEU:H 1.90 0.70
1:B:104:ILE:HG13 1:B:108:MSE:CE 2.20 0.70
1:A:265:LEU:HD22 1:A:269: TYR:HE1 1.55 0.70
1:P:401:GLN:O 1:P:405:GLN:HG3 1.90 0.70
1:P:94:LYS:HD3 1:P:558:TYR:OH 1.91 0.70
1:M:578:LYS:HZ1 1:M:580:LYS:HB2 1.57 0.70
1:M:24:LYS:HZ2 1:0:24:LYS:HD3 1.55 0.70
1:G:359: THR:HG22 1:G:361:GLU:H 1.56 0.70
1:H:136: THR:HG23 | 1:H:221:LEU:HD11 1.74 0.70
1:G:307:VAL:HG12 1:G:388:VAL:HB 1.73 0.70
1:C:401:GLN:O 1:C:405:GLN:HG3 1.92 0.70
1:A:136: THR:HG22 1:A:138:HIS:N 2.05 0.70
1:J:140:ARG:HB3 1:J:140:ARG:NH1 2.06 0.70
1:C:533:GLU:OE2 1:C:536:ARG:HD2 1.90 0.70
1:F:177:MSE:HA 1:F:177:MSE:CE 2.20 0.69
1:G:160:VAL:HG12 1:G:201:VAL:HB 1.74 0.69
1:A:104:ILE:CG1 1:A:108:MSE:HE3 2.22 0.69
1:1:533:GLU:HA 1:1:536:ARG:NH1 2.06 0.69
1:K:381:VAL:HG11 1:K:407:MSE:HE1 1.75 0.69
1:J:429:THR:HG22 1:J:431:GLU:H 1.58 0.69
1:M:578:LYS:NZ 1:M:580:LYS:HD3 2.07 0.69
1:0:41: THR:HG22 1:0:43:GLU:H 1.58 0.69
1:K:305:HIS:O 1:K:340:ARG:HD?2 1.92 0.69
1:M:42:LEU:O 1:M:46:GLN:HG3 1.92 0.69
1:M:578:LYS:NZ 1:M:580:LYS:CB 2.54 0.69
1:H:41:THR:O 1:H:45:ARG:HG3 1.92 0.69
1:L:502:VAL:HG11 1:L:507:LEU:HD13 1.74 0.69
1:0:288:VAL:HG21 1:0:322:LEU:HB3 1.73 0.69
1:A:560: THR:HG22 7:A:2006:HOH:O 1.92 0.69
1:1L:401:GLN:HB2 1:1:436:TYR:CD1 2.27 0.69
1:J:133:LEU:HD13 1:J:135:ILE:HD11 1.74 0.69
1:G:35:ASN:ND2 1:G:37:GLY:H 1.91 0.69
1:L:239:MSE:HA 1:L:239:MSE:CE 2.22 0.69
1:F:259:ASN:HD22 1:F:259:ASN:C 1.92 0.69
Continued on next page...
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1:K:183:LYS:HE3 1:K:255:GLU:CD 2.13 0.69
1:I:72:PHE:CZ 1:I:81:ARG:HD3 2.27 0.69
1:1:521:GLN:HG2 7:1:2064: HOH:O 1.93 0.69
1:F:41: THR:HG22 1:F:43:GLU:H 1.58 0.69
1:E:137:ILE:HA 1:E:234:LEU:HD22 1.75 0.69
1:N:98:LYS:HD3 1:N:560: THR:CG2 2.23 0.69
1:H:401:GLN:O 1:H:405:GLN:HG3 1.91 0.69
1:0:385:LYS:HB2 1:0:385:LYS:NZ 2.08 0.69
1:B:466:ASN:HA 2:B:1581:NAP:H72N 1.57 0.69
1:L:483:LEU:HD12 1:L:539:THR:HB 1.74 0.69
1:1:381:VAL:HG11 1:L:407:MSE:HE1 1.73 0.69
1:N:24:LYS:HG2 1:P:24:LYS:HZ2 1.57 0.69
1:F:212:LEU:HD13 1:F:218:TYR:CE1 2.28 0.69
1:M:41:THR:O 1:M:45:ARG:HG3 1.93 0.69
1:B:467:ASN:ND2 3:B:1582:0XL:02 2.26 0.69
1:N:140:ARG:NH1 1:N:140:ARG:HB3 2.07 0.69
1:D:529:ARG:HA 1:D:532:LYS:HE3 1.73 0.68
1:E:454:LEU:HB3 1:E:455:PRO:HD?2 1.74 0.68
1:P:92:ASN:C 1:P:92:ASN:HD22 1.95 0.68
1:M:136:THR:CG2 1:M:138:HIS:H 2.02 0.68
1:M:429: THR:N 1:M:432:GLN:HE21 1.84 0.68
1:P:133:LEU:HD22 1:P:135:ILE:HG13 1.75 0.68
1:G:378:GLU:CA 1:G:403:ILE:HD11 2.24 0.68
1:A:429: THR:HG22 1:A:430:ALA:N 2.07 0.68
1:E:489:ASP:HB3 7:E:2049:HOH:O 1.93 0.68
1:F:129:ARG:NH1 1:F:129:ARG:HG3 2.05 0.68
1:0:88:LEU:HD13 1:0:96:PHE:HA 1.73 0.68
1:G:327:MSE:CE 1:G:337:ALA:HA 2.23 0.68
1:L:38:MSE:SE 1:L:55:PRO:HG2 2.44 0.68
1:J:343:MSE:HB2 1:J:350:ILE:HD12 1.75 0.68
1:L:24:LYS:HG2 1:L:48:LEU:HD12 1.75 0.68
1:C:532:LYS:HD2 1:C:549:LEU:HD12 1.75 0.68
1:0:433:LEU:CD1 1:0:443:PHE:HB2 2.24 0.68
1:G:158:ILE:HD12 1:G:242:VAL:HG11 1.75 0.68
1:G:442:1LE:HG22 1:G:512:LEU:HD11 1.75 0.68
1:1:381:VAL:HG13 1:L:407:MSE:HE1 1.75 0.68
1:P:429: THR:HG22 1:P:431:GLU:N 2.08 0.68
1:A:98:LYS:HD3 1:A:560: THR:CG2 2.23 0.68
1:K:266:LEU:O 1:K:270:ARG:HB2 1.94 0.68
1:C:133:LEU:HD22 1:C:135:ILE:HG13 1.74 0.68
1:G:41:THR:O 1:G:45:ARG:HG3 1.93 0.68
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Atom-1 Atom-2 distance (A) | overlap (A)
1:E:171:ASP:OD2 1:E:225:ARG:HD2 1.94 0.68
1:M:266:LEU:O 1:M:270:ARG:HB2 1.93 0.68
1:G:266:LEU:O 1:G:270:ARG:HB2 1.93 0.68
1:J:104:ILE:CG1 1:J:108:MSE:HE3 2.22 0.67
1:I:77:SER.:O 1:I:81:ARG:HG3 1.93 0.67
1:1:329:LYS:HD3 1:I:492:LEU:HD21 1.75 0.67
1:C:416:1LE:HG13 1:C:433:LEU:CD2 2.21 0.67
1:1:429: THR:HG23 1:1L:449:PHE:CE2 2.29 0.67
1:1:466:ASN:HA 2:1:1581:NAP:H72N 1.58 0.67
1:F:453: THR:HG22 1:F:459: THR:OG1 1.94 0.67
1:K:161: THR:HA 1:K:257:PHE:CE1 2.29 0.67
1:G:528:VAL:HG12 1:G:532:LYS:HE?2 1.76 0.67
1:B:260:ALA:O 1:B:264:ARG:HG2 1.94 0.67
1:K:381:VAL:CG1 1:K:407:MSE:HE1 2.24 0.67
1:H:154:VAL:O 1:H:154:VAL:HG13 1.94 0.67
1:G:88:LEU:HD13 1:G:96:PHE:HA 1.74 0.67
1:J:556:GLN:HE21 1:J:556:GLN:N 1.92 0.67
1:K:401:GLN:O 1:K:405:GLN:HG3 1.95 0.67
1:A:570:TYR:N 1:C:46:GLN:HE22 1.93 0.67
1:F:336:GLU:HG2 7:F:2050:HOH:O 1.92 0.67
1:N:448:PRO:HD3 1:N:464:GLN:HE22 1.57 0.67
1:N:381:VAL:HG13 1:N:407:MSE:CE 2.19 0.67
1:N:354:ARG:HB3 1:N:358:LEU:HD21 1.75 0.67
1:J:136: THR:HB 1:J:139:ASP:0D2 1.95 0.67
1:A:266:LEU:O 1:A:270:ARG:HB2 1.94 0.67
1:1:502: VAL:HG12 1:I:507:LEU.HD22 1.74 0.67
1:B:433:LEU:HG 1:B:443:PHE:CD1 2.30 0.67
1:G:327:MSE:HE1 1:G:337:ALA:HA 1.76 0.67
1:J:35:ASN:ND2 1:J:37:GLY:H 1.92 0.67
1:G:385:LYS:HA 1:G:410:PHE:CE2 2.29 0.67
1:J:502:VAL:HG12 1:J:507:LEU:HD22 1.76 0.67
1:P:137:ILE:O 1:P:140:ARG:HG2 1.94 0.67
1:G:243: THR:HG22 1:G:248:MSE:HA 1.75 0.67
1:G:202:MSE:HE3 1:G:203:LEU:C 2.15 0.67
1:D:494: THR:HG22 1:D:526:1LE:HG23 1.77 0.67
1:K:165:ARG:O 1:K:165:ARG:HD?2 1.95 0.67
1:0:401:GLN:HG2 1:0:405:GLN:NE2 2.07 0.66
1:1:429:THR:H 1:1:432: GLN:HE21 1.43 0.66
1:D:245:ARG:HG2 1:D:246: TYR:CD2 2.30 0.66
1:P:154:VAL:O 1:P:154:VAL:HG13 1.94 0.66
1:M:38:MSE:SE 1:M:55:PRO:HG2 2.46 0.66
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1:P:389:LEU:HD12 1:P:407:MSE:HE3 1.78 0.66
1:A:359: THR:HG22 1:A:362:LYS:CE 2.24 0.66
1:C:163:GLY:HA2 1:C:166:1LE:HD11 1.77 0.66
1:K:335:GLU:HG2 1:K:339:LYS:HZ2 1.59 0.66
1:1:239:MSE:HE2 1:1:239:MSE:HA 1.75 0.66
1:H:466:ASN:HA 2:H:1581:NAP:H72N 1.59 0.66
1:L:239:MSE:HE1 1:L:252:1ILE:HG12 1.78 0.66
1:J:59:LEU:HD13 1:J:64:GLN:HG2 1.78 0.66
1:G:401:GLN:O 1:G:405:GLN:HG3 1.96 0.66
1:1:578:LYS:NZ 1:1:222:ARG:HD3 2.11 0.66
1:E:469: TYR:OH 1:E:516:LEU:HD13 1.95 0.66
1:L:378:GLU:HA 1:1:403:ILE:CD1 2.25 0.66
1:B:429:THR:HB 1:B:432:GLN:HG2 1.76 0.66
1:1:429: THR:CG2 1:1:432:GLN:HG3 2.25 0.66
1:0:416:1LE:HG13 1:0:433:LEU:HD21 1.78 0.66
1:M:402: GLN:HB3 7:M:2046:HOH: O 1.94 0.66
1:J:184:LEU:HD22 1:J:198:CYS:HB3 1.78 0.66
1:P:300:ASN:OD1 1:P:305:HIS:HE1 1.78 0.66
1:M:177:MSE:O 1:M:180:PRO:HD2 1.96 0.66
1:D:239:MSE:SE 1:D:252:ILE:HD13 2.46 0.66
1:G:179:ILE:HB 1:G:180:PRO:HD3 1.77 0.66
1:M:92:ASN:ND2 1:M:95:LEU:H 1.94 0.66
1:L:41:THR:O 1:L:45:ARG:HG3 1.96 0.66
1:C:266:LEU:O 1:C:270:ARG:HB2 1.95 0.66
1:0:429: THR:HG23 1:0:449:PHE:CE2 2.31 0.66
1:A:28R8:VAL:HG21 1:A:322:LEU:HB3 1.76 0.66
1:K:415:ILE:HD13 1:K:442:ILE:HD12 1.78 0.66
1:D:47:GLN:NE2 1:D:566:VAL:HG13 2.11 0.66
1:G:391:GLY:HA3 1:G:427:GLU:HG2 1.78 0.66
1:H:391:GLY:HA3 1:H:427:GLU:HG2 1.77 0.66
1:1:222:ARG:HH11 1:L:580:LYS:HE?2 1.59 0.66
1:B:24:LYS:NZ 1:D:24:LYS:HD3 2.11 0.66
1:D:332:VAL:HG13 1:D:336:GLU:HB2 1.78 0.66
1:K:154:VAL:HG13 1:K:154:VAL:O 1.95 0.66
1:P:47:GLN:NE2 1:P:566:VAL:HG13 2.10 0.66
1:A:324:VAL:HG12 1:A:328:GLN:HE21 1.61 0.66
1:1:416:1LE:HG13 1:I:433:LEU:HD21 1.78 0.66
1:1:310: GLN:NE2 1:1:393:ALA:HB3 2.10 0.65
1:B:288:VAL:HG21 1:B:322:LEU:HB3 1.79 0.65
1:A:108:MSE:SE 1:A:516:LEU:HD21 2.46 0.65
1:L:454:LEU:HB3 1:1L:455:PRO:HD2 1.77 0.65
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1:M:352:LYS:HD?2 1:M:366:ALA:O 1.97 0.65
1:D:504:GLU:HG3 1:D:508:GLN:NE2 2.10 0.65
1:P:454:LEU:HD21 1:P:460:LEU:HD11 1.77 0.65
1:B:190:CYS:HB3 1:B:519:ILE:HG12 1.77 0.65
1:0:157:ALA:HB2 1:0:479:ILE:HD11 1.79 0.65
1:D:296:ARG:HB2 1:D:507:LEU:HD21 1.76 0.65
1:L:165:ARG:HD2 1:L:165:ARG:O 1.95 0.65
1:0:166:1LE:HA 1:0:256:ASP:0OD2 1.97 0.65
1:J:504:GLU:O 1:J:508:GLN:HG3 1.96 0.65
1:N:270:ARG:HH11 1:N:270:ARG:HG2 1.61 0.65
1:C:137:ILE:HA 1:C:234:.LEU:HD22 1.78 0.65
1:B:416:ILE:CG1 1:B:433:LEU:HD21 2.19 0.65
1:D:41: THR:O 1:D:45:ARG:HG3 1.96 0.65
1:L:502:VAL:CG1 1:L:507:LEU:HD13 2.26 0.65
1:J:125:LEU:O 1:J:125:LEU:HD23 1.96 0.65
1:N:179:ILE:HB 1:N:180:PRO:HD3 1.77 0.65
1:1:578:LYS:C 1:1:578:LYS:HD2 2.16 0.65
1:D:546:PRO:HB2 1:D:549:LEU:HD23 1.79 0.65
1:F:327:MSE:HE3 1:F:337:ALA:HB1 1.79 0.65
1:K:319:ILE:O 1:K:323:ILE:HG13 1.97 0.65
1:M:474:VAL:O 1:M:478:VAL:HG23 1.97 0.65
1:A:202:MSE:HE3 1:A:203:LEU:C 2.16 0.65
1:J:389:LEU:HD12 1:J:407:-MSE:HE3 1.78 0.65
1:N:288: VAL:HG21 1:N:322:LEU:HB3 1.78 0.65
1:L:136: THR:HB 1:L:139:ASP:0D2 1.96 0.65
1:E:391:GLY:HA3 1:E:427:GLU:HG2 1.79 0.65
1:F:92:ASN:C 1:F:92:ASN:HD22 2.00 0.65
1:N:35:ASN:ND2 1:N:37:GLY:H 1.95 0.65
1:1:429: THR:CG2 1:1:432:GLN:H 2.09 0.65
1:E:133:LEU:HD22 1:E:135:ILE:HG13 1.78 0.65
1:J:347:LYS:O 1:J:375:LYS:NZ 2.30 0.65
1:K:456:SER:OG 1:K:458: GLN:HG2 1.97 0.65
1:J:476:LEU:HD21 1:J:553:ILE:HG23 1.77 0.65
1:C:429: THR:HG22 1:C:431:GLU:H 1.60 0.65
1:K:498:ILE:HD11 1:K:526:ILE:HD11 1.79 0.65
1:C:389:LEU:HD13 1:C:399:PHE:CZ 2.31 0.65
1:C:188: THR:HG21 1:C:195:PRO:HG3 1.78 0.65
1:C:572: TRP:HB2 1:C:577:MSE:HG3 1.78 0.64
1:G:467:ASN:ND2 3:G:1582:0OXL:02 2.29 0.64
1:1:243: THR:HG21 1:1:273:TYR:CD2 2.32 0.64
1:P:572:TRP:O 1:P:573:PRO:O 2.14 0.64
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1:J:401:GLN:HG2 1:J:436:TYR:CZ 2.32 0.64
1:1:155:ILE:HD12 1:1:246: TYR:CZ 2.31 0.64
1:N:416:ILE:CG1 1:N:433:LEU:HD21 2.26 0.64
1:J:98:LYS:HD3 1:J:560: THR:CG2 2.27 0.64
1:H:158:ILE:HD12 1:H:242:VAL:HG11 1.80 0.64
1:M:72:PHE:CZ 1:M:81:ARG:HD3 2.33 0.64
1:A:184:LEU:HD12 1:A:200:PRO:HB3 1.79 0.64
1:M:24:LYS:HD2 1:0:24:LYS:NZ 2.12 0.64
1:D:572: TRP:HB2 1:D:577:MSE:HG3 1.78 0.64
1:N:166:ILE:HD12 1:N:179:ILE:HG13 1.78 0.64
1:G:548:ASP:0D2 1:G:551:ALA:HB2 1.96 0.64
1:K:416:ILE:CG1 1:K:433:LEU:HD21 2.25 0.64
1:M:104:ILE:CG1 1:M:108:MSE:HE3 2.27 0.64
1:N:573:PRO:O L:N:577:MSE:HE2 1.97 0.64
1:L:454:.LEU:HD?21 1:L:460:LEU:HG 1.78 0.64
1:N:265:LEU:HD22 1:N:269: TYR:HE1 1.61 0.64
1:1:133:LEU:CD2 1:1:135:ILE:HG13 2.27 0.64
1:D:98:LYS:HD3 1:D:560: THR:HG21 1.80 0.64
1:C:179:ILE:HB 1:C:180:PRO:HD3 1.80 0.64
1:P:266:LEU:O 1:P:270:ARG:HB2 1.98 0.64
1:0:75:LEU:HD11 1:0:84:LEU:HD22 1.78 0.64
1:L:416:ILE:CG1 1:L:433:LEU:HD21 2.26 0.64
1:H:389:LEU:HB2 1:H:407:MSE:HE2 1.80 0.64
1:K:378:GLU:HA 1:K:403:ILE:CD1 2.27 0.64
1:A:352:LYS:HG2 1:A:366:ALA:O 1.97 0.64
1:M:466:ASN:HA | 2:M:1581:NAP:H72N 1.63 0.64
1:A:350:ILE:HD11 1:A:362:LYS:HD2 1.79 0.64
1:G:155:ILE:HD13 1:G:246: TYR:CE2 2.32 0.64
1:E:416:ILE:HG13 1:E:433:LEU:HD21 1.79 0.64
1:A:335:GLU:O 1:A:339:LYS:HG3 1.98 0.64
1:D:98:LYS:HD3 1:D:560: THR:CG2 2.28 0.64
1:J:41: THR:HB 1:J:44:GLU:HG3 1.78 0.64
1:N:266:LEU:O 1:N:270:ARG:HB2 1.97 0.64
1:H:222:ARG:HG3 1:H:222:ARG:HH11 1.61 0.64
1:C:108: MSE:HE2 1:C:186:LEU:HD13 1.80 0.64
1:1:429: THR:HG22 1:1:431:GLU:H 1.62 0.64
1:J:164:GLU:HG2 1:J:258:ALA:HB2 1.80 0.64
1:N:429: THR:HG22 1:N:430:ALA:N 2.12 0.64
1:A:104:ILE:HG13 1:A:108:MSE:HE3 1.80 0.64
1:1:352:LYS:HE2 1:1:366:ALA:O 1.98 0.64
1:A:92:ASN:HD22 1:A:92:ASN:C 1.99 0.64
Continued on next page...
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1:1:335:GLU:O 1:1:339:LYS:HG3 1.98 0.64
1:B:62:ASP:HB2 7:B:2004:HOH:O 1.98 0.64
1:G:416:1LE:CG1 1:G:433:LEU:HD21 2.16 0.63
1:M:186:LEU:HD22 1:M:190:CYS:SG 2.38 0.63
1:M:429: THR:HG22 1:M:431:GLU:N 2.12 0.63
1:B:238:PHE:CD2 1:B:239:MSE:HE3 2.33 0.63
1:K:335:GLU:HG2 1:K:339:LYS:NZ 2.13 0.63
1:G:72:PHE:CZ 1:G:81:ARG:HD3 2.34 0.63
1:P:416:ILE:CG1 1:P:433:LEU:HD21 2.26 0.63
1:0:466:ASN:HA 2:0:1581:NAP:H72N 1.64 0.63
1:G:184:LEU:HD12 1:G:200:PRO:HB3 1.80 0.63
1:D:352:LYS:HD2 1:D:368:GLU:OE2 1.99 0.63
1:B:300:ASN:HD21 1:B:305:HIS:CE1 2.16 0.63
1:H:324:VAL:O 1:H:328:GLN:HG3 1.98 0.63
1:J:433:LEU:C 1:J:433:LEU:HD13 2.19 0.63
1:E:340:ARG:HH11 1:E:340:ARG:CB 2.11 0.63
1:N:350:ILE:HG23 1:N:358:LEU:HD11 1.81 0.63
1:K:385:LYS:HA 1:K:410:PHE:CE2 2.33 0.63
1:N:41: THR:HG22 1:N:43:GLU:N 2.13 0.63
1:G:177:MSE:HE1 1:G:200:PRO:CB 2.22 0.63
1:L:177:MSE:O 1:L:181:VAL:HG23 1.98 0.63
1:K:36:LYS:HG3 1:K:562:TYR:CD2 2.34 0.63
1:0:385:LYS:HG3 1:0:410:PHE:CG 2.33 0.63
1:A:283: THR:HG23 1:A:284:ALA:N 2.13 0.63
1:G:288:VAL:HG21 1:G:322:LEU:HD12 1.80 0.63
1:H:38:MSE:SE 1:H:55:PRO:HG2 2.49 0.63
1:A:41:THR:HG22 1:A:43:GLU:H 1.64 0.63
1:0:177:MSE:HE3 1:0:202:MSE:HB2 1.79 0.63
1:F:224:LYS:HG2 7:F:2038:HOH:O 1.99 0.63
1:H:474:VAL:O 1:H:478:VAL:HG23 1.99 0.63
1:J:183:LYS:HE3 1:J:255:GLU:CD 2.19 0.63
1:C:92:ASN:HD22 1:C:92:ASN:C 2.01 0.63
1:A:407:MSE:HG2 1:A:416:ILE:HD11 1.80 0.63
1:0:104:ILE:CG1 1:0:108:MSE:HE3 2.21 0.63
1:H:79:LEU:HD21 1:H:125:LEU:HD12 1.80 0.63
1:J:461:TYR:CD1 1:J:509:GLU:HG2 2.34 0.63
1:H:183:LYS:HE?2 1:H:255:GLU:OE1 1.99 0.63
1:D:333:SER:OG 1:D:336:GLU:HG3 1.99 0.63
1:M:24:LYS:NZ 1:0:24:LYS:HD3 2.13 0.63
1:0:270:ARG:HG2 1:0:270:ARG:HH11 1.64 0.63
1:N:378:GLU:OE2 1:N:402:GLN:HB3 1.99 0.63
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:376:ASN:O 1:A:380:ILE:HG13 1.98 0.63
1:M:578:LYS:HZ2 1:M:580:LYS:CB 2.12 0.62
1:H:143:1ILE:HD12 1:H:237:GLU:HG2 1.80 0.62
1:0:104:ILE:HG13 1:0:108:MSE:CE 2.25 0.62
1:F:389:LEU:HD12 1:F:407:MSE:HE3 1.80 0.62
1:A:61:GLN:HA 1:A:64:GLN:HE21 1.64 0.62
1:M:276:PHE:HB3 1:M:486:ILE:HD12 1.80 0.62
1:B:140:ARG:HH12 1:B:230:ALA:CB 2.09 0.62
1:K:238:PHE:CE2 1:K:239:MSE:HE3 2.34 0.62
1:F:456:SER:OG 1:F:458: GLN:HG2 1.99 0.62
1:M:578:LYS:HZ2 1:M:580:LYS:CA 2.12 0.62
1:P:300:ASN:OD1 1:P:305:HIS:CE1 2.52 0.62
1:0:38:MSE:SE 1:0:55:PRO:HG2 2.50 0.62
1:0:492:LEU:O 1:0:496:GLU:HG3 1.99 0.62
1:D:224:LYS:HE3 7:D:2018:HOH:O 1.99 0.62
1:D:24:LYS:HG2 1:D:48:LEU:HA 1.81 0.62
1:1:41: THR:HG22 1:1:43:GLU:N 2.15 0.62
1:N:324:VAL:O 1:N:328:GLN:HG3 2.00 0.62
1:0:359: THR:HG23 1:0:362:LYS:H 1.64 0.62
1:E:154:VAL:HG13 1:E:154:VAL:O 1.98 0.62
1:B:352:LYS:HE2 1:B:353:GLY:N 2.13 0.62
1:L:524:LEU:HD21 1:L:554:ARG:NE 2.14 0.62
1:K:245:ARG:HG2 1:K:245:ARG:HH11 1.64 0.62
1:E:374:MSE:HE1 1:E:379:ASP:HB3 1.82 0.62
1:1:164:GLU:HG3 1:1:225:ARG:CZ 2.30 0.62
1:M:202:MSE:HE3 1:M:203:LEU:O 1.99 0.62
1:1:104:ILE:CG1 1:1:108: MSE:HE3 2.28 0.62
1:F:494: THR:HG23 1:F:526:1LE:HG23 1.81 0.62
1:A:350:ILE:HG23 1:A:358:LEU:HD11 1.82 0.62
1:J:38:MSE:SE 1:J:55:PRO:HG2 2.50 0.62
1:E:429: THR:HG22 1:E:430:ALA:N 2.14 0.62
1:1:108:MSE:HE2 1:1:190:CYS:SG 2.40 0.62
1:C:469:TYR:OH 1:C:516:LEU:HD13 2.00 0.62
1:C:504:GLU:HG3 1:C:508:GLN:HE21 1.64 0.62
1:J:148:GLN:HG2 1:J:245:ARG:NH2 2.15 0.62
1:H:138:HIS:NE2 1:H:223:HIS:HE1 1.97 0.62
1:A:137:ILE:HB 1:A:205:VAL:HG12 1.82 0.62
1:C:194:LYS:HD2 1:C:197:GLN:HE22 1.64 0.62
1:1:469: TYR:OH 1:L:516:LEU:HD12 2.00 0.62
1:M:416:ILE:CB 1:M:433:LEU:HD21 2.29 0.61
1:L:177:-MSE:HG2 1:L:202:MSE:HB2 1.80 0.61
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Atom-1 Atom-2 distance (A) | overlap (A)

1:J:239:MSE:HE1 1:J:252:ILE:HG21 1.82 0.61
1:0:429: THR:H 1:0:432:GLN:CG 2.13 0.61
1:N:467:ASN:ND2 3:N:1582:0XL:02 2.33 0.61
1:A:401:GLN:O 1:A:405:GLN:HG3 2.00 0.61
1:M:243: THR:HG21 | 1:M:273:TYR:CD2 2.34 0.61
1:0:296:ARG:HB2 1:0:507:LEU:HD21 1.82 0.61
1:I:41:THR:HG22 1:1:43:GLU:H 1.63 0.61
1:J:152:GLU:OE2 1:J:154:VAL:HG12 2.00 0.61
1:K:321:ASN:HB2 7:K:2024:HOH:O 2.01 0.61
1:B:38:MSE:SE 1:B:55:PRO:HG2 2.50 0.61
1:D:104:ILE:HD11 1:D:108:MSE:HE3 1.82 0.61
1:M:454:.LEU:HD12 1:M:454.LEU:H 1.65 0.61
1:D:41:THR:HB 1:D:44:GLU:HG3 1.81 0.61
1:N:324:VAL:HG12 1:N:328:GLN:NE2 2.16 0.61
1:M:98:LYS:HD3 1:M:560: THR:CG2 2.31 0.61
1:M:157:ALA:HB2 1:M:479:ILE:HD11 1.81 0.61
1:G:429: THR:HG22 1:G:430:ALA:N 2.15 0.61
1:H:77:SER:C 1:H:81:ARG:NH1 2.54 0.61
1:B:296:ARG:HB2 1:B:507:LEU:HD21 1.83 0.61
1:A:163:GLY:HA2 1:A:166:ILE:HD11 1.82 0.61
1:K:399:PHE:HB2 1:K:428:CYS:HB3 1.82 0.61
1:1:136: THR:HG23 1:I:221:LEU:HD11 1.81 0.61
1:A:429: THR:HB 1:A:432:GLN:HG3 1.83 0.61
1:J:297:1LE:HD11 1:J:507:LEU:HD12 1.82 0.61
1:H:359: THR:HG23 1:H:361:GLU:H 1.64 0.61
1:A:570:TYR:OH 1:D:139:ASP:HB3 2.00 0.61
1:L:238:PHE:CD2 1:L:239:MSE:HE3 2.36 0.61
1:B:42:LEU:O 1:B:46:GLN:HG3 2.01 0.61
1:D:528:VAL:HG12 1:D:532:LYS:HE?2 1.82 0.61
1:N:166:ILE:HG21 1:N:172:LEU:HD12 1.83 0.61
1:0:359: THR:HG22 1:0:362:LYS:HE2 1.81 0.61
1:D:108:MSE:HE2 1:D:186:LEU:HD22 1.82 0.61
1:K:27:GLU:OE1 1:K:27:GLU:HA 2.00 0.61
1:F:264:ARG:HH11 1:F:264:ARG:HG2 1.66 0.61
1:K:411:ASN:HB2 1:K:414:PRO:HG3 1.81 0.61
1:J:118:LEU:HD13 1:J:122:HIS:HD2 1.65 0.61
1:G:352:LYS:HA 1:G:352:LYS:HE3 1.83 0.61
1:1:297:1LE:HD11 1:I:507:LEU:HD12 1.83 0.61
1:C:288:VAL:HG21 1:C:322:LEU:HB3 1.81 0.61
1:B:415:1LE:HG12 1:B:442:1LE:HD12 1.83 0.61
1:K:91:ARG:HB2 1:L:129:ARG:HH12 1.66 0.61
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Atom-1 Atom-2 distance (A) | overlap (A)

1:H:137:ILE:HA 1:H:234:LEU:HD22 1.82 0.61
1:G:166:ILE:HD12 1:G:179:ILE:HG13 1.83 0.60
1:M:113: THR:HG21 1:M:447:SER:OG 2.01 0.60
1:E:533:GLU:OE1 1:E:536:ARG:NH1 2.34 0.60
1:M:315:ALA:O 1:M:319:ILE:HG13 2.01 0.60
1:C:38:MSE:HE?2 1:D:127:PHE:CE2 2.36 0.60
1:C:578:LYS:HB3 1:C:578:LYS:NZ 2.16 0.60
1:L:64:GLN:O 1:L:68:ILE:HG12 2.01 0.60
1:A:177:MSE:HE3 1:A:181:VAL:HG23 1.82 0.60
1:A:416:ILE:HG13 1:A:433:LEU:HD21 1.82 0.60
1:A:359: THR:HG23 1:A:362:LYS:H 1.64 0.60
1:0:428:CYS:HA 1:0:432:GLN:HE21 1.66 0.60
1:D:407:MSE:HG2 1:D:416:ILE:HD11 1.83 0.60
1:P:202:MSE:HE3 1:P:203:LEU:N 2.16 0.60
1:J:285:SER:HB3 1:J:470:VAL:HG21 1.82 0.60
1:D:179:ILE:HB 1:D:180:PRO:HD3 1.82 0.60
1:L:500: GLN:HE21 1:L:500: GLN:N 2.00 0.60
1:G:404:LEU:HD22 1:G:433:LEU:CD2 2.31 0.60
1:A:177:-MSE:HE2 1:A:181:VAL:HG23 1.82 0.60
1:D:136: THR:HG22 1:D:139:ASP:CG 2.21 0.60
1:H:92:ASN:ND2 1:H:95:LEU:H 1.99 0.60
1:G:359: THR:HG23 1:G:360:PRO:HD2 1.82 0.60
1:A:72:PHE:CZ 1:A:81:ARG:HD3 2.36 0.60
1:1:493: THR.:O 1:1:497:VAL:HG23 2.01 0.60
1:H:429: THR:HG22 1:H:430:ALA:N 2.16 0.60
1:G:38:MSE:HB2 1:G:59:LEU:HD11 1.82 0.60
1:F:299:LYS:HB3 1:F:299:LYS:HZ2 1.67 0.60
1:1:184:LEU:HD12 1:1:200:PRO:HB3 1.83 0.60
1:F:285:SER:HB3 1:F:470:VAL:HG21 1.84 0.60
1:K:327:MSE:HE3 1:K:337:ALA:CB 2.25 0.60
1:E:429:THR:CG2 1:E:430:ALA:N 2.65 0.60
1:N:24:LYS:HG2 1:P:24:LYS:HZ1 1.65 0.60
1:P:41:THR:O 1:P:45:ARG:HG3 2.02 0.60
1:E:502:VAL:HG12 1:E:507:LEU:HD22 1.83 0.60
1:M:378:GLU:OE2 1:M:402:GLN:HB3 2.02 0.60
1:F:524:LEU:O 1:F:528: VAL:HG23 2.02 0.60
1:C:340:ARG:HG2 1:C:340:ARG:HH11 1.66 0.60
1:P:575:GLU:O 1:P:578:LYS:HG2 2.02 0.60
1:B:333:SER:HB3 1:E:536:ARG:NH1 2.17 0.60
1:K:359: THR:HG23 1:K:362:LYS:H 1.67 0.60
1:P:59:LEU:HD13 1:P:64:GLN:HG3 1.83 0.60
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Atom-1 Atom-2 distance (A) | overlap (A)

1:1:26:TYR:HB?2 7:1:2005:HOH:O 2.01 0.60
1:E:221:LEU:HD13 1:E:223:HIS:HE1 1.66 0.60
1:P:429: THR:H 1:P:432:GLN:NE2 1.99 0.60
1:A:41: THR:HG22 1:A:42:LEU:N 2.17 0.60
1:M:38:MSE:HB2 1:M:59:LEU:HD11 1.83 0.60
1:1:407:-MSE:HG2 1:I1:416:ILE:HD11 1.84 0.60
1:G:572:TRP:O 1:G:573:PRO:O 2.19 0.60
1:K:417:PHE:CD1 1:K:444:ALA:HB3 2.36 0.60
1:K:532:LYS:HG2 1:K:549:LEU:HD12 1.84 0.60
1:C:467:ASN:HD21 3:C:1582:OXL:C2 2.14 0.60
1:0:260:ALA:HB3 7:0:2050:HOH: O 2.00 0.60
1:B:41:THR:HG21 7:B:2003:HOH:O 2.00 0.60
1:C:429: THR:HG22 1:C:430:ALA:N 2.16 0.60
1:F:401:GLN:O 1:}:405:GLN:HG3 2.02 0.60
1:1:502: VAL:HG22 1:1:514:PRO:HD3 1.84 0.60
1:M:492:LEU:O 1:M:496:GLU:HG3 2.02 0.60
1:0:493: THR:O 1:0:497:VAL:HG23 2.02 0.60
1:G:376:ASN:O 1:G:380:ILE:HG13 2.02 0.59
1:B:160:VAL:HG22 1:B:201:VAL:HB 1.83 0.59
1:N:416:ILE:HG13 1:N:433:LEU:CD2 2.31 0.59
1:C:359: THR:HG22 1:C:362:LYS:H 1.67 0.59
1:0:85:LEU:HD12 1:0:110:ILE:HG21 1.84 0.59
1:F:77:SER:O 1:F:81:ARG:HG3 2.02 0.59
1:1:179:1LE:HB 1:1:180:PRO:HD3 1.83 0.59
1:A:327:MSE:HE3 1:A:337:ALA:CB 2.22 0.59
1:E:416:ILE:HG13 1:E:433:LEU:CD2 2.32 0.59
1:M:245:ARG:HD3 1:M:246: TYR:CE2 2.37 0.59
1:J:184:LEU:HD12 1:J:200:PRO:HB3 1.83 0.59
1:C:223:HIS:HD?2 1:C:224:LYS:O 1.85 0.59
1:E:179:1LE:HB 1:E:180:PRO:HD3 1.84 0.59
1:H:59:LEU:HD13 1:H:64:GLN:HG3 1.84 0.59
1:L:131:ARG:HD3 1:L:181: VAL:HG13 1.84 0.59
1:F:554:ARG:HG2 1:F:554:ARG:HH11 1.66 0.59
1:P:239:MSE:SE 1:P:252:ILE:HD13 2.53 0.59
1:J:416:ILE:HG13 1:J:433:LEU:CD2 2.30 0.59
1:1L:227:ARG:HG3 1:L:227:ARG:NH1 2.15 0.59
1:C:270:ARG:HG2 1:C:270:ARG:HH11 1.67 0.59
1:N:92:ASN:HD22 1:N:92:ASN:C 2.05 0.59
1:F:35:ASN:ND2 1:F:37:GLY:H 1.98 0.59
1:C:94:LYS:HE2 7:C:2003:HOH:O 2.02 0.59
1:C:433:.LEU:HG 1:C:443:PHE:CD1 2.37 0.59
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1:0:42:LEU:O 1:0:46:GLN:HG3 2.02 0.59
1:0:385:LYS:HB2 1:0:385:LYS:HZ3 1.66 0.59
1:L:59:LEU:HD13 1:L:64:GLN:HG2 1.83 0.59
1:H:285:SER:HB3 1:H:470:VAL:HG21 1.85 0.59
1:K:261:ASN:HA 1:K:264:ARG:NH1 2.17 0.59
1:C:136:THR:HG23 | 1:C:221:LEU:HD11 1.84 0.59
1:A:136: THR:HG23 1:A:138:HIS:H 1.67 0.59
1:F:88:LEU:HD13 1:F:96:PHE:HA 1.84 0.59
1:E:160:VAL:HG11 1:E:238:PHE:CE2 2.38 0.59
1:F:98:LYS:HD3 1:F:560: THR:CG2 2.32 0.59
1:G:41: THR:OG1 1:G:44:GLU:HG3 2.03 0.59
1:L:378:GLU:HA 1:L:403:ILE:HD11 1.84 0.59
1:N:41: THR:HG22 1:N:43:GLU:H 1.66 0.59
1:N:38:MSE:SE 1:N:55:PRO:HG2 2.53 0.59
1:F:136: THR:CG2 1:F:221:LEU:HD11 2.32 0.59
1:M:454:LEU:HD11 1:M:460:LEU:CG 2.28 0.59
1:1:533:GLU:HG3 1:L:537:ASN:HD21 1.68 0.59
1:K:156:LYS:HZ2 1:K:197:GLN:NE2 2.01 0.59
1:K:429: THR:HG22 1:K:430:ALA:N 2.18 0.59
1:B:183:LYS:HE3 1:B:255:GLU:CD 2.22 0.59
1:B:158:ILE:HD12 1:B:242:VAL:HG11 1.84 0.59
1:J:137:ILE:O 1:J:140:ARG:HD?2 2.02 0.59
1:1:533:GLU:HG3 1:1:537:ASN:ND2 2.18 0.59
1:D:494:. THR:CG2 1:D:526:1LE:HG23 2.32 0.59
1:G:38:MSE:SE 1:G:55:PRO:HG2 2.53 0.59
1:C:454:LEU:HD11 1:C:460:LEU:HD11 1.85 0.59
1:B:202:MSE:HE3 1:B:203:LEU:C 2.23 0.59
1:J:288:VAL:HG21 1:J:322:LEU:HB3 1.84 0.59
1:0:164:GLU:HG2 1:0:258:ALA:HB2 1.84 0.59
1:N:138:HIS:NE2 1:N:223:HIS:HE1 2.01 0.59
1:N:327:MSE:HE3 1:N:337:ALA:CB 2.24 0.59
1:E:297:ILE:CD1 1:E:507:LEU:HD12 2.33 0.59
1:C:133:LEU:HD22 1:C:135:ILE:CG1 2.32 0.59
1:0:165:ARG:O 1:0:165:ARG:HD2 2.02 0.59
1:M:502:VAL:CG1 1:M:507:LEU:HD13 2.32 0.59
1:1:332:VAL:HG13 1:1:336: GLU:HB3 1.83 0.59
1:P:284:ALA:HA 1:P:319:ILE:HG12 1.85 0.58
1:C:23:LYS:HG2 1:C:24:LYS:N 2.11 0.58
1:M:578:LYS:C 1:M:578:LYS:HD?2 2.23 0.58
1:B:575:GLU:O 1:B:578:LYS:HG3 2.03 0.58
1:K:578:LYS:O 1:K:578:LYS:HD3 2.03 0.58
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1:1:23:LYS:CE 1:.I:27:GLU:HG2 2.33 0.58
1:A:177:MSE:O 1:A:180:PRO:HD?2 2.02 0.58
1:A:184:LEU:HD22 1:A:198:CYS:HB3 1.85 0.58
1:1L:261:ASN:ND2 1:1:261:ASN:N 2.40 0.58
1:G:160:VAL:CG1 1:G:201:VAL:HB 2.31 0.58
1:J:24:LYS:NZ 1:L:24:LYS:HD2 2.17 0.58
1:B:132:GLY:HA2 1:B:200:PRO:HG2 1.86 0.58
1:M:520:GLN:HG3 7:M:2069:HOH:O 2.02 0.58
1:P:38:MSE:SE 1:P:55:PRO:HG2 2.53 0.58
1:A:36:LYS:HG3 1:A:562: TYR:CD2 2.38 0.58
1:K:416:ILE:HG21 1:K:433:LEU:HD23 1.86 0.58
1:L:104:.1ILE:HG13 1:L:108:MSE:CE 2.31 0.58
1:H:36:LYS:HG3 1:H:562: TYR:CD2 2.39 0.58
1:A:429:THR:HG22 1:A:431:GLU:H 1.68 0.58
1:D:155:ILE:N 1:D:155:ILE:HD12 2.19 0.58
1:C:356:ALA:HA 1:1:226:ILE:HD12 1.84 0.58
1:P:288:VAL:HG21 1:P:322:LEU:HB3 1.85 0.58
1:E:300:ASN:OD1 1:E:305:HIS:HE1 1.84 0.58
1:D:154:VAL:HG13 1:D:154:VAL:O 2.03 0.58
1:M:69:LEU:O 1:M:73:GLU:HG3 2.03 0.58
1:D:183:LYS:HE3 1:D:255:GLU:CD 2.24 0.58
1:1:285:SER:HB3 1:1:470:VAL:HG21 1.86 0.58
1:E:23:LYS:HD2 1:E:27.:GLU:HG2 1.84 0.58
1:P:125:LEU:HD23 1:P:125:LEU:O 2.03 0.58
1:A:381:VAL:HG21 1:A:403:ILE:HG23 1.86 0.58
1:E:137:ILE:HB 1:E:205:VAL:HG12 1.85 0.58
1:L:223:HIS:HD?2 1:1:224:LYS:O 1.87 0.58
7:M:2025:HOH:O 1:P:580:LYS:HD3 2.04 0.58
1:1:429: THR:HG22 1:1:432:GLN:CD 2.23 0.58
1:0:401:GLN:HG3 1:0:436: TYR:CD1 2.39 0.58
1:M:158:ILE:HD12 1:M:242:VAL:HG11 1.85 0.58
1:N:354:ARG:HD2 1:N:356:ALA:O 2.03 0.58
1:M:107:PHE:O 1:M:111:VAL:HG12 2.03 0.58
1:K:186:LEU:HD22 1:K:190:CYS:SG 2.44 0.58
1:E:532:LYS:HG3 1:E:549:LEU:HD12 1.84 0.58
1:L:123:TYR:HB3 1:L:175:TYR:CD2 2.39 0.58
1:F:192:GLY:HA3 1:F:557:VAL:HG13 1.84 0.58
1:A:386:PRO:HG2 1:A:407:MSE:CE 2.09 0.58
1:H:416:ILE:CG1 1:H:433:LEU:HD21 2.30 0.58
1:K:239:MSE:HA 1:K:239:MSE:CE 2.31 0.58
1:G:202:MSE:HE3 1:G:203:LEU:O 2.03 0.58
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1:B:399:PHE:HB?2 1:B:428:CYS:HB3 1.86 0.58
1:K:324:VAL:O 1:K:328:GLN:HG3 2.03 0.58
1:F:165:ARG:O 1:F:165:ARG:HD2 2.03 0.58
1:N:209:ASN:OD1 1:N:211:THR:HB 2.03 0.58
1:M:88:LEU:HD13 1:M:96:PHE:HA 1.86 0.58
1:B:412:LYS:O 1:B:413:ARG:HD2 2.03 0.58
1:1L:183:LYS:NZ 1:L:467:ASN:HD22 2.00 0.58
1:J:202:MSE:CE 1:J:204:ASP:HB2 2.33 0.58
1:L:186:LEU:HD22 1:1L:190:CYS:SG 2.44 0.58
1:K:327:MSE:HE1 1:K:337:ALA:O 2.04 0.58
1:K:145:THR:HA 1:K:148:GLN:HE21 1.67 0.58
1:A:467:ASN:ND2 3:A:1583:0XL:02 2.37 0.58
1:M:359: THR:HG22 1:M:361:GLU:H 1.68 0.58
1:E:401:GLN:O 1:E:405:GLN:HG3 2.04 0.58
1:E:136: THR:HG23 1:E:221:LEU:HD11 1.85 0.58
1:B:98:LYS:CD 1:B:560: THR:HG21 2.29 0.58
1:N:354:ARG:O 1:N:358:LEU:HD23 2.03 0.58
1:A:202:MSE:HE3 1:A:203:LEU:O 2.04 0.58
1:G:59:LEU:H 1:G:59:LEU:HD12 1.69 0.58
1:H:407:MSE:HG2 1:H:416:ILE:HD11 1.85 0.58
1:J:381:VAL:HG21 1:J:403:ILE:HG23 1.86 0.58
1:K:359: THR:HG22 1:K:362:LYS:HD2 1.86 0.58
1:0:571: THR:HG23 1:0:572:TRP:O 2.02 0.58
1:B:315:ALA:O 1:B:319:ILE:HG13 2.04 0.58
1:N:158:ILE:HD12 1:N:242:VAL:HG11 1.86 0.58
1:1L:433:LEU:HG 1:1:443:PHE:CD1 2.39 0.58
1:A:314:GLU:HB2 2:A:1581:NAP:O1IN 2.04 0.58
1:H:492:LEU:O 1:H:496:GLU:HG3 2.02 0.58
1:K:174:CYS:HA 1:K:202:MSE:HE3 1.86 0.58
1:C:171:ASP:0OD2 1:C:225:ARG:HD2 2.04 0.58
1:P:90:ASP:0OD1 1:P:131:ARG:NH1 2.36 0.58
1:K:136: THR:HG22 1:K:139:ASP:OD1 2.04 0.57
1:H:416:ILE:HG21 1:H:433:LEU:HD23 1.85 0.57
1:D:38:MSE:SE 1:D:55:PRO:HG2 2.53 0.57
1:E:349:LEU:HB2 1:E:380:ILE:HD13 1.86 0.57
1:E:38:MSE:SE 1:E:55:PRO:HG2 2.54 0.57
1:E:407:-MSE:HG2 1:E:416:1LE:HD11 1.85 0.57
1:G:431:GLU:OE2 1:G:452:VAL:HG22 2.04 0.57
1:L:378:GLU:OE2 1:1:402:GLN:HB3 2.04 0.57
1:J:401:GLN:HG2 1:J:436:TYR:CE1 2.39 0.57
1:J:112:TYR:OH 1:J:183:LYS:NZ 2.36 0.57
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:N:139:ASP:HB3 1:0:570: TYR:OH 2.04 0.57
1:D:117:GLY:O 1:D:121:GLN:HG3 2.04 0.57
1:1:284:ALA:HA 1:L:319:ILE:HG12 1.86 0.57
1:P:136: THR:HG23 1:P:221:LEU:HD11 1.85 0.57
1:D:23:LYS:O 1:D:24:LYS:HG3 2.04 0.57
1:J:416:ILE:CG1 1:J:433:LEU:HD21 2.31 0.57
1:J:433:LEU:HG 1:J:443:PHE:CD1 2.39 0.57
1:J:323:ILE:HG22 1:J:327:MSE:HE2 1.85 0.57
1:E:38:MSE:HB2 1:E:59:LEU:HD11 1.86 0.57
1:H:580:LYS:C 1:H:580:LYS:HD3 2.25 0.57
1:1:100:LEU:HD21 1:1:111:VAL:HG21 1.85 0.57
1:0:238:PHE:CE2 1:0:239:MSE:HE3 2.39 0.57
1:H:238:PHE:O 1:H:242:VAL:HG23 2.04 0.57
1:A:186:LEU:HD22 1:A:190:CYS:SG 2.44 0.57
1:1:496:GLU:O 1:L:500:GLN:NE2 2.36 0.57
1:E:245:ARG:HD3 1:E:246: TYR:CE2 2.39 0.57
1:P:223:HIS:HD2 1:P:224:1.YS:O 1.87 0.57
1:N:202:MSE:CE 1:N:204:ASP:HB2 2.35 0.57
1:E:24:LYS:NZ 1:E:49:ASN:HD22 1.88 0.57
1:0:428:CYS:CA 1:0:432:GLN:HE21 2.17 0.57
1:G:381:VAL:CG1 1:G:407:-MSE:HE1 2.34 0.57
1:C:108:MSE:CE 1:C:190:CYS:SG 2.93 0.57
1:1:324:VAL:O 1:1:328: GLN:HG3 2.04 0.57
1:1:146:MSE:HE3 1:J:51:HIS:CD2 2.39 0.57
1:E:108:MSE:N 1:E:109:PRO:CD 2.67 0.57
1:B:254:PHE:HE2 1:B:265:LEU:HD13 1.69 0.57
1:K:77:SER:HB2 1:K:80:ASP:0D2 2.05 0.57
1:E:136: THR:HB 1:E:139:ASP:0OD2 2.05 0.57
1:0:327:MSE:C 1:0:332:VAL:HG12 2.25 0.57
1:G:242:VAL:HG13 1:G:246:TYR:HD1 1.69 0.57
1:B:431:GLU:HG2 7:B:2034:HOH:O 2.05 0.57
1:C:157:ALA:HB2 1:C:479:ILE:HD11 1.86 0.57
1:H:505:GLU:HG3 7:H:2063:HOH:O 2.05 0.57
1:P:77:SER:O 1:P:81:ARG:HG3 2.05 0.57
1:E:136: THR:CG2 1:E:138:HIS:H 1.99 0.57
1:L:160: VAL:HG22 1:1:201:VAL:HB 1.85 0.57
1:L:227:ARG:HG2 7:L:2031:HOH:O 2.04 0.57
1:1:433:LEU:HD13 1:1:433:LEU:C 2.24 0.57
1:B:575:GLU:CG 1:B:576:ALA:N 2.67 0.57
1:A:375:LYS:HD3 1:A:375:LYS:O 2.04 0.57
1:K:38:MSE:SE 1:K:55:PRO:HG2 2.54 0.57
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Atom-1 Atom-2 distance (A) | overlap (A)

1:P:358:LEU:HD23 1:P:363:GLU:OE1 2.04 0.57
1:N:442:1LE:HG22 1:N:512:LEU:HD11 1.86 0.57
1:F:416:1ILE:CG1 1:F:433:LEU:HD21 2.34 0.57
1:G:327:MSE:HE1 1:G:340:ARG:HG3 1.86 0.57
1:B:64:GLN:NE2 1:B:562: TYR:OH 2.33 0.57
1:L:417:PHE:CD1 1:L:444:ALA:HB3 2.40 0.57
1:B:378:GLU:HA 1:B:403:ILE:HD13 1.87 0.57
1:N:413:ARG:HD2 7:N:2047:HOH:O 2.05 0.57
1:P:466:ASN:HA 2:P:1581:NAP:H72N 1.69 0.57
1:G:429:THR:H 1:G:432:GLN:HE21 1.50 0.57
1:I1.72:PHE:CE1 1:1:81:ARG:HB3 2.40 0.57
1:B:428:CYS:CA 1:B:432:GLN:HE21 2.18 0.57
1:K:145:THR:HA 1:K:148:GLN:NE2 2.19 0.57
1:G:499:ALA:HA 7:G:2056:HOH:O 2.05 0.57
1:K:529:ARG:HG2 1:K:529:ARG:HH11 1.68 0.57
1:0:210:GLU:HA 1:0:213:LEU:HD12 1.86 0.57
1:J:555:SER:OG 1:J:556:GLN:NE2 2.38 0.57
1:1:.578:LYS:HZ1 1:1:222:ARG:HD3 1.69 0.57
1:0:77:SER:O 1:0:81:ARG:HG3 2.05 0.57
1:A:528:VAL:HG12 1:A:532:LYS:HE2 1.86 0.57
1:F:38:MSE:SE 1:F:55:PRO:HG2 2.55 0.57
1:D:322:LEU:HD22 | 1:D:492:LEU:HD13 1.87 0.57
1:M:309:PHE:HB2 1:M:343:MSE:HG2 1.85 0.57
1:F:433:LEU:CD1 1:F:443:PHE:HB2 2.35 0.56
1:J:359:THR:CG2 1:J:362:LYS:H 2.13 0.56
1:L:454:LEU:HD21 1:L:460:LEU:CD1 2.34 0.56
1:J:377:LEU:O 1:J:381:VAL:HG23 2.04 0.56
1:1:303:SER:HB2 1:1:332: VAL:HG21 1.87 0.56
1:E:183:LYS:HE3 1:E:255:GLU:OE1 2.05 0.56
1:C:90:ASP:OD1 1:C:131:ARG:NH1 2.38 0.56
1:A:177:-MSE:HE3 1:A:177:MSE:O 2.06 0.56
1:D:210:GLU:HA 1:D:213:LEU:HD12 1.86 0.56
1:E:243: THR:HG21 1:E:273: TYR:HD2 1.69 0.56
1:A:165:ARG:HD2 1:A:165:ARG:O 2.06 0.56
1:E:307:VAL:HG22 1:E:388:VAL:HB 1.86 0.56
1:A:35:ASN:ND2 1:A:37:GLY:H 2.04 0.56
1:M:24:LYS:HB2 1:M:24:LYS:HZ1 1.67 0.56
1:F:59:LEU:HD13 1:F:64:GLN:HG3 1.87 0.56
1:C:41: THR:HG22 1:C:43:GLU:N 2.20 0.56
1:M:378:GLU:HA 1:M:403:ILE:CD1 2.35 0.56
1:M:378:GLU:HA 1:M:403:ILE:HD13 1.88 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)
1:1:433:LEU:HG 1:1:443:PHE:CD1 2.40 0.56
1:B:64:GLN:O 1:B:68:ILE:HG12 2.05 0.56
1:K:517:VAL:HG13 7:K:2037:HOH:O 2.04 0.56
1:B:342: TRP:CH2 1:B:367:HIS:HB2 2.40 0.56
1:B:361:GLU:HA 1:B:364:HIS:HD2 1.70 0.56
1:0:92:ASN:C 1:0:92:ASN:HD22 2.08 0.56
1:K:192:GLY:HA3 1:K:557:VAL:HG13 1.87 0.56
1:P:492:LEU:O 1:P:496:GLU:HG3 2.05 0.56
1:D:493: THR:O 1:D:497:VAL:HG23 2.05 0.56
1:L:407:-MSE:HG3 1:1:414:PRO:HB3 1.88 0.56
1:G:171:ASP:0OD2 1:G:225:ARG:HD?2 2.06 0.56
1:C:86:MSE:HE1 1:C:89:GLN:HE22 1.71 0.56
1:B:429: THR:HG22 1:B:431:GLU:H 1.68 0.56
1:J:155:ILE:HD13 1:J:246:TYR:CE2 2.40 0.56
1:H:429: THR:HG22 1:H:431:GLU:H 1.71 0.56
1:F:77:SER:HB3 1:F:80:ASP:OD2 2.05 0.56
1:C:502:VAL:CG1 1:C:507:LEU:HD13 2.35 0.56
1:C:332:VAL:CG1 1:C:336:GLU:HB3 2.35 0.56
1:N:42:LEU:O 1:N:46:GLN:HG3 2.05 0.56
1:L:429:THR:H 1:L:432:GLN:NE2 2.02 0.56
1:F:381:VAL:CG1 1:F:407:MSE:HE1 2.35 0.56
1:1:322:LEU:HD22 1:1:492:LEU:HD13 1.87 0.56
1:L:41: THR:HG22 1:L:42:LEU:N 2.21 0.56
1:1:222: ARG:NH1 1:L:580:LYS:HE?2 2.20 0.56
1:H:152:GLU:HB2 1:H:155:ILE:HD11 1.87 0.56
1:0:354:ARG:HE 1:0:358:LEU:HD11 1.71 0.56
1:C:136: THR:CG2 1:C:137:.ILE:N 2.69 0.56
1:P:161: THR:HA 1:P:257:PHE:CE1 2.41 0.56
1:F:433:LEU:HD12 1:F:443:PHE:HB2 1.85 0.56
1:N:448:PRO:HD3 1:N:464:GLN:NE2 2.20 0.56
1:1:23:LYS:O 1:1:24:LYS:HG3 2.06 0.56
1:L:154:VAL:HG23 1:L:154:VAL:O 2.06 0.56
1:A:417:PHE:CD1 1:A:444:ALA:HB3 2.40 0.56
1:J:467:ASN:ND2 3:J:1582:0XL:02 2.39 0.56
1:N:327:MSE:HE1 1:N:337:ALA:O 2.05 0.56
1:L:524:LEU:HD21 1:L:554:ARG:HE 1.69 0.56
1:A:429: THR:CG2 1:A:430:ALA:N 2.69 0.56
1:G:307:VAL:CG2 1:G:341:ILE:HG12 2.36 0.56
1:1:104:ILE:HD11 1:1:108: MSE:HE3 1.86 0.56
1:K:158:ILE:HD12 1:K:242:VAL:HG11 1.88 0.56
1:P:166:ILE:HD12 1:P:179:ILE:HG13 1.88 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)

1:1:334:LYS:HE3 1:L:338:ILE:HD11 1.88 0.56
1:F:466:ASN:HA 2:F:1581:NAP:H72N 1.71 0.56
1:D:547:GLU:N 1:D:547:GLU:CD 2.45 0.56
1:G:381:VAL:HG13 1:G:407:MSE:HE1 1.86 0.56
1:C:533:GLU:HG3 1:C:537:ASN:ND2 2.21 0.56
1:D:210:GLU:OE2 1:D:224:LYS:NZ 2.39 0.56
1:1:159: VAL:HG23 1:I.184¢:LEU:HD21 1.88 0.56
1:D:429: THR:HG22 1:D:430:ALA:N 2.21 0.56
1:D:466:ASN:HA 2:D:1581:NAP:H72N 1.71 0.56
1:K:504:GLU:HG3 1:K:508:GLN:HE21 1.70 0.56
1:K:377:LEU:O 1:K:381:VAL:HG23 2.06 0.56
1:C:270:ARG:HH12 1:C:487:GLY:HA2 1.71 0.56
1:D:177:MSE:O 1:D:180:PRO:HD?2 2.06 0.56
1:E:26: TYR:HB2 7:E:2002:HOH:O 2.06 0.56
1:M:374:MSE:HE1 1:M:379:ASP:C 2.26 0.56
1:H:172:LEU:O 1:H:175:TYR:HB2 2.06 0.56
1:1:161: THR:HA 1:1:257:PHE:CE1 2.41 0.56
1:F:104:ILE:HG13 1:F:108:MSE:HE3 1.86 0.56
1:1:265:LEU:HD22 1:1:269:- TYR:HE1 1.71 0.56
1:M:41:THR:OG1 1:M:44:GLU:HG3 2.06 0.56
1:C:194:LYS:HD2 1:C:197:GLN:NE2 2.21 0.56
1:G:183:LYS:NZ 1:G:467:ASN:HD22 2.03 0.56
1:K:359: THR:CG2 1:K:362:LYS:HG3 2.35 0.56
1:C:361:GLU:O 1:C:364:HIS:HB2 2.05 0.56
1:N:520:GLN:HB2 5:N:1586:CL:CL 2.43 0.56
1:0:42:LEU:HD21 1:0:46:GLN:NE2 2.22 0.55
1:J:162:ASP:O 1:J:225:ARG:NH2 2.32 0.55
1:N:429: THR:HG22 1:N:431:GLU:N 2.20 0.55
1:M:300:ASN:OD1 1:M:305:HIS:HE1 1.89 0.55
1:A:229:GLN:HA 1:A:229:GLN:NE2 2.21 0.55
1:B:72:PHE:CZ 1:B:81:ARG:HD3 2.40 0.55
1:E:36:LYS:HD2 1:E:562:TYR:CG 2.41 0.55
1:I:317:LEU:HD23 1:1:343:MSE:HE1 1.88 0.55
1:F:492:LEU:O 1:}:496:GLU:HG3 2.07 0.55
1:H:401:GLN:HG3 1:H:436: TYR:CD1 2.41 0.55
1:A:324:VAL:O 1:A:328:GLN:HG3 2.06 0.55
1:C:394:ALA:HB2 2:C:1581:NAP:O3D 2.06 0.55
1:F:186:LEU:HD22 1:F:190:CYS:SG 2.45 0.55
1:P:396:GLY:O 1:P:426:ALA:O 2.23 0.55
1:B:179:ILE:HB 1:B:180:PRO:HD3 1.88 0.55
1:1:222: ARG:HD2 1:L:580:LYS:NZ 2.22 0.55
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Atom-1 Atom-2 distance (A) | overlap (A)
1:1:243: THR:HG21 1:1:273:TYR:HD2 1.69 0.55
1:E:158:ILE:HD12 1:E:242:VAL:HG11 1.87 0.55
1:L:416:1LE:HG13 1:1:433:LEU:.CD2 2.30 0.55
1:D:323:ILE:HG22 1:D:327:MSE:HE2 1.87 0.55
1:E:239:MSE:HE1 1:E:252:ILE:HG21 1.86 0.55
1:F:212:LEU:HD13 1:F:218TYR:HE1 1.72 0.55
1:B:428:CYS:HA 1:B:432:GLN:HE21 1.71 0.55
1:C:340:ARG:NH1 1:C:340:ARG:HG2 2.21 0.55
1:1L:163:GLY:HA2 1:L:166:1LE:HD11 1.87 0.55
1:M:529:ARG:HH11 | 1:M:529:ARG:HG2 1.71 0.55
1:P:227:ARG:HG3 1:P:227:ARG:HH11 1.72 0.55
1:J:165:ARG:HD2 1:J:165:ARG:O 2.07 0.55
1:N:36:LYS:HG3 1:N:562: TYR:CD2 2.42 0.55
1:0:239:MSE:HE1 1:0:252:ILE:HG12 1.89 0.55
1:L:179:ILE:HB 1:1L:180:PRO:HD3 1.88 0.55
1:H:158:ILE:HG22 1:H:160:VAL:HG23 1.88 0.55
1:J:378:GLU:OE2 1:J:402:GLN:HB3 2.06 0.55
1:G:483:LEU:HD23 1:G:486:ILE:HG12 1.88 0.55
1:N:536:ARG:HG3 1:N:536:ARG:HH11 1.72 0.55
1:G:543: TYR:HA 1:G:544:PRO:C 2.26 0.55
1:P:150: TRP:CE2 1:P:199:LEU:HD13 2.41 0.55
1:P:399:PHE:HB2 1:P:428:CYS:HB3 1.88 0.55
1:C:467:ASN:ND2 3:C:1582:0XL:02 2.40 0.55
1:J:92:ASN:C 1:J:92:ASN:HD22 2.09 0.55
1:N:374:MSE:CE 1:N:379:ASP:HB3 2.37 0.55
1:E:24:LYS:NZ 1:E:49:ASN:ND2 2.47 0.55
1:1:327:MSE:HE1 1:1:337:ALA:O 2.07 0.55
1:0:431:GLU:HB2 7:0:2063:HOH:O 2.05 0.55
1:0:433:LEU:HG 1:0:443:PHE:CD1 2.42 0.55
1:C:86:MSE:HE1 1:C:89:GLN:NE2 2.21 0.55
1:F:41: THR:HG22 1:F:43:GLU:N 2.22 0.55
1:C:312:ALA:HB3 1:C:362:LYS:HE2 1.89 0.55
1:K:29:LEU:HA 1:K:35:ASN:HD22 1.71 0.55
1:0:90:ASP:0OD1 1:0:131:ARG:NH1 2.40 0.55
1:J:329:LYS:HE2 1:J:496:GLU:OE2 2.06 0.55
1:D:389:LEU:CD1 1:D:407:-MSE:HE3 2.37 0.55
1:1:15&8:ILE:HD12 1:1:242:VAL:HG11 1.88 0.55
1:A:528:VAL:CG1 1:A:532:LYS:HE2 2.37 0.55
1:0:357:SER:O 1:0:358:LEU:HD12 2.06 0.55
1:F:162:ASP:O 1:F:225:ARG:NH2 2.39 0.55
1:A:24:LYS:O 1:A:24:LYS:HD3 2.07 0.55
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1:L:140:ARG:HD3 7:L:2032:HOH:O 2.06 0.55
1:B:125:LEU:HD13 1:B:125:LEU:O 2.07 0.55
1:1:418:ALA:O 1:1:445:SER:HA 2.07 0.55
1:A:27:GLU:OE1 1:B:27:GLU:HG3 2.06 0.55
1:P:416:ILE:HG13 1:P:433:LEU:CD2 2.29 0.55
1:L:429: THR:HG22 1:1:430:ALA:N 2.21 0.55
1:1:354:ARG:HB3 1:I:358:LEU:HD21 1.88 0.55
1:D:61:GLN:O 1:D:65:VAL:HG23 2.07 0.55
1:F:402: GLN:CD 1:F:402:GLN:H 2.11 0.55
1:G:475:ALA:O 1:G:479:ILE:HG13 2.07 0.55
1:0:177:-MSE:HA 1:0:177:MSE:HE3 1.86 0.54
1:P:41:THR:HG21 7:P:2006:HOH:O 2.05 0.54
1:F:401:GLN:HG2 1:F:436: TYR:CE2 2.41 0.54
1:C:177:MSE:HG2 1:C:202:MSE:HG3 1.89 0.54
1:B:284:ALA:HA 1:B:319:ILE:HG12 1.89 0.54
1:D:322:LEU:HD21 1:D:492:LEU:HB2 1.88 0.54
1:A:132:GLY:HA?2 1:A:200:PRO:HG2 1.89 0.54
1:L:288:VAL:HG21 1:L:322:LEU:HB3 1.89 0.54
1:B:529:ARG:HG2 1:B:529:ARG:HH11 1.71 0.54
1:C:141:GLY:H 1:C:237:GLU:CD 2.10 0.54
1:D:388:VAL:HG22 1:D:415:1ILE:HB 1.89 0.54
1:J:351:VAL:O 1:J:354:ARG:HB2 2.08 0.54
1:B:66: TYR:CZ 1:B:70:LYS:HD3 2.42 0.54
1:B:314:GLU:HB2 2:B:1581:NAP:O1N 2.07 0.54
1:E:183:LYS:HE2 5:E:1586:CL:CL 2.44 0.54
1:B:156:LYS:HD3 1:B:479:ILE:HG23 1.88 0.54
1:K:171:ASP:0OD2 1:K:225:ARG:HD2 2.07 0.54
1:J:303:SER:HB2 1:J:332:VAL:HG21 1.89 0.54
1:F:136: THR:CG2 1:F:137:ILE:N 2.71 0.54
1:M:429: THR:HB 1:M:432:GLN:CG 2.23 0.54
1:A:433:LEU:HD12 1:A:443:PHE:HB2 1.90 0.54
1:K:252:ILE:N 1:K:252:ILE:HD12 2.23 0.54
1:D:433:LEU:HD12 1:D:443:PHE:HB2 1.90 0.54
1:G:239:MSE:HE3 1:G:254:PHE:CZ 2.42 0.54
1:F:24:LYS:HD3 1:H:24:LYS:HD2 1.89 0.54
1:M:64:GLN:O 1:M:68:ILE:HG12 2.07 0.54
1:B:575:GLU:HG3 1:B:576:ALA:N 2.23 0.54
1:K:378:GLU:HA 1:K:403:ILE:HD13 1.89 0.54
1:A:104:ILE:HD11 1:A:108:MSE:HE3 1.88 0.54
1:C:502: VAL:HG11 1:C:507:LEU:HD13 1.90 0.54
1:A:118:LEU:HD22 1:A:122:HIS:HD2 1.72 0.54
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Atom-1 Atom-2 distance (A) | overlap (A)

1:H:317:LEU:HD23 1:H:343:MSE:HE1 1.89 0.54
1:C:391:GLY:HA3 1:C:427:GLU:HG2 1.89 0.54
1:M:396:GLY:O 1:M:426:ALA:O 2.24 0.54
1:K:117:GLY:O 1:K:121:GLN:HG3 2.08 0.54
1:F:61:GLN:HA 1:F:64:GLN:HE21 1.73 0.54
1:A:254:PHE:CE2 1:A:265:LEU:HD13 2.43 0.54
1:A:108:MSE:N 1:A:109:PRO:CD 2.70 0.54
1:1:416:1ILE:HG13 1:1:433:LEU:CD2 2.37 0.54
1:J:148:GLN:HG2 1:J:245:ARG:HH21 1.72 0.54
1:H:156:LYS:HD3 1:H:479:1LE:HG23 1.90 0.54
1:N:143:ILE:HD12 1:N:237:GLU:HG2 1.90 0.54
1:H:179:ILE:HB 1:H:180:PRO:HD3 1.89 0.54
1:E:51:HIS:CD2 1:F:146:MSE:HE3 2.42 0.54
1:D:433:LEU:HG 1:D:443:PHE:CD1 2.43 0.54
1:C:533:GLU:HA 1:C:536:ARG:NH1 2.23 0.54
1:D:47:GLN:HE22 1:D:566:VAL:HG13 1.73 0.54
1:D:108:MSE:N 1:D:109:PRO:CD 2.71 0.54
1:1:38:MSE:SE 1:1:55:PRO:HG2 2.58 0.54
1:G:343:MSE:O 1:G:349:LEU:HD12 2.08 0.54
1:0:41: THR:HG22 1:0:43:GLU:N 2.23 0.54
1:A:136:THR:HB 1:A:139:ASP:0OD2 2.07 0.54
1:J:270:ARG:HH11 1:J:270:ARG:CG 2.19 0.54
1:E:202:MSE:HE3 1:E:203:LEU:N 2.23 0.54
1:A:162:ASP:O 1:A:225:ARG:NH2 2.41 0.54
1:1:108:MSE:HB3 1:1:109:PRO:HD3 1.89 0.54
1:N:251:LEU:HD23 1:N:478:VAL:HG11 1.88 0.54
1:A:92:ASN:ND2 1:A:92:ASN:C 2.62 0.54
1:1:171:ASP:0OD2 1:1:225:ARG:HD2 2.07 0.54
1:1:332:VAL:HG22 1:1:336:GLU:HB2 1.89 0.54
1:K:41: THR:OG1 1:K:44:GLU:HG3 2.08 0.54
1:B:90:ASP:OD2 1:B:131:ARG:NH1 2.30 0.54
1:1:505:GLU:HG3 7:1:2059:HOH:O 2.08 0.54
1:1:396:GLY:O 1:1:426:ALA:O 2.26 0.54
1:N:23:LYS:O 1:N:28:VAL:HG22 2.07 0.54
1:N:192:GLY:HA3 1:N:557:VAL:HG13 1.90 0.54
1:1:502: VAL:HG12 1:I:507:LEU:.CD2 2.38 0.54
1:F:94:LYS:HE2 1:F:559:SER.:O 2.07 0.54
1:L:177:MSE:O 1:L:180:PRO:HD2 2.08 0.53
1:A:98:LYS:CD 1:A:560: THR:HG21 2.35 0.53
1:N:429: THR:CG2 1:N:430:ALA:N 2.70 0.53
1:A:162:ASP:O 1:A:202:MSE:HE1 2.07 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)

1:P:171:ASP:OD2 1:P:225:ARG:HD2 2.08 0.53
1:P:179:ILE:HB 1:P:180:PRO:HD3 1.90 0.53
1:B:184:LEU:HD22 1:B:198:CYS:HB3 1.90 0.53
1:N:77:SER:O 1:N:81:ARG:HG3 2.08 0.53
1:1L:352:LYS:NZ 1:L:352:LYS:HB3 2.23 0.53
1:0:136: THR:CG2 1:0:221:LEU:HD11 2.35 0.53
1:0:44:GLU:O 1:0:48:LEU:HD13 2.08 0.53
1:F:239:MSE:CE 1:F:252:1ILE:HD13 2.37 0.53
1:1:92:ASN:C 1:1:92: ASN:ND2 2.60 0.53
1:B:77:SER:HB3 1:B:80:ASP:0OD2 2.08 0.53
1:J:276:PHE:HB3 1:J:486:ILE:HD12 1.90 0.53
1:J:33:HIS:CD2 1:J:93:GLU:OE1 2.61 0.53
1:M:137:ILE:HA 1:M:234:LEU:HD22 1.90 0.53
1:F:157:ALA:HB2 1:F:479:.1LE:HD11 1.89 0.53
1:B:405:GLN:NE2 1:B:436:TYR:O 2.39 0.53
1:C:158:ILE:HD12 1:C:242:VAL:HG11 1.90 0.53
1:C:183:LYS:HE3 1:C:255:GLU:CD 2.29 0.53
1:E:327:MSE:O 1:E:332:VAL:HG12 2.08 0.53
1:B:61:GLN:HE22 1:B:560: THR:CG2 2.21 0.53
1:1:133:LEU:HD23 1:1:134:PHE:N 2.23 0.53
1:J:359:THR:HG22 1:J:362:LYS:CG 2.38 0.53
1:E:502:VAL:HG22 1:E:514:PRO:HD3 1.90 0.53
1:J:24:LYS:HG2 1:J:48:LEU:HA 1.89 0.53
1:G:270:ARG:HH11 1:G:270:ARG:HG2 1.73 0.53
1:C:132:GLY:HA3 1:C:177:MSE:CE 2.37 0.53
1:N:90:ASP:OD1 1:N:131:ARG:NH1 2.28 0.53
1:M:172:LEU:O 1:M:175: TYR:HB2 2.09 0.53
1:N:543:TYR:HA 1:N:544:PRO:C 2.29 0.53
1:1:381:VAL:HG11 1:L:407:MSE:CE 2.39 0.53
1:F:407:MSE:HG2 1:F:416:1LE:HD11 1.90 0.53
1:H:315:ALA:O 1:H:319:ILE:HG13 2.09 0.53
1:C:132:GLY:HA3 1:C:177:MSE:HE1 1.91 0.53
1:0:354:ARG:NE 1:0:358:LEU:HD11 2.23 0.53
1:0:156:LYS:HE?2 1:0:197:GLN:NE2 2.24 0.53
1:1:467:ASN:H 2:1:1581:NAP:H72N 1.54 0.53
1:J:64:GLN:NE2 1:J:562:TYR:OH 2.41 0.53
1:B:428:CYS:HB2 1:B:432:GLN:HE21 1.73 0.53
1:J:389:LEU:CD1 1:J:407:MSE:HE3 2.38 0.53
1:0:359: THR:CG2 1:0:362:LYS:HG3 2.38 0.53
1:B:36:LYS:HD3 1:B:562:TYR:HB3 1.89 0.53
1:N:413:ARG:CD 7:N:2047:HOH:O 2.55 0.53
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1:E:30:ARG:O 1:F:30:ARG:HD2 2.09 0.53
1:H:529:ARG:HH11 1:H:529:ARG:HG2 1.74 0.53
1:C:536:ARG:NE 1:H:333:SER:HB3 2.24 0.53
1:N:85:LEU:HD12 1:N:110:ILE:HG21 1.90 0.53
1:G:184:LEU:HD22 1:G:198:CYS:HB3 1.90 0.53
1:E:24:LYS:CG 1:E:25:GLY:N 2.60 0.53
1:M:454:LEU:CD1 1:M:460:LEU:HG 2.31 0.53
1:F:227:ARG:NH1 1:F:227:ARG:HG3 2.23 0.53
1:J:24:LYS:HZ2 1:1L:24:LYS:CD 2.21 0.53
1:J:177:-MSE:HE2 1:J:202:MSE:HB2 1.90 0.53
1:G:319:ILE:O 1:G:323:ILE:HG13 2.09 0.53
1:B:302:LEU:O 1:B:327:MSE:HE2 2.09 0.53
1:M:342: TRP:HA 7:M:2041:HOH:O 2.08 0.53
1:C:77:SER:O 1:C:81:ARG:HG3 2.07 0.53
1:C:164:GLU:HG2 1:C:258:ALA:HB2 1.90 0.53
1:0:123:TYR:HB3 1:0:175:TYR:CD2 2.44 0.53
1:D:136: THR:OG1 1:D:221:LEU:HD11 2.08 0.53
1:J:429:THR:HG22 1:J:430:ALA:N 2.23 0.53
1:G:431:GLU:OE2 1:G:452:VAL:HG13 2.09 0.53
1:E:162:ASP:C 1:E:202:MSE:HE1 2.29 0.53
1:L:41: THR:HG22 1:L:43:GLU:H 1.74 0.53
1:C:381:VAL:HG13 1:C:407:MSE:HE1 1.90 0.53
1:J:154:VAL:O 1:J:154:VAL:HG13 2.08 0.53
1:N:492:LEU:O 1:N:496:GLU:HG3 2.09 0.53
1:1:91:ARG:NH2 7:1:2015:HOH:O 2.40 0.53
1:C:245:ARG:HD3 1:C:246: TYR:CE2 2.44 0.53
1:J:543:TYR:HA 1:J:544:PRO:C 2.30 0.53
1:A:179:ILE:HB 1:A:180:PRO:HD3 1.90 0.53
1:0:412:LYS:HB2 1:0:412:LYS:HZ2 1.69 0.53
1:M:24:LYS:HE2 1:0:24:LYS:HZ3 1.73 0.53
1:J:359: THR:HG22 1:J:362:LYS:HB2 1.91 0.53
1:K:467:ASN:H 2:K:1581:NAP:H72N 1.57 0.53
1:J:24:LYS:HD2 1:L:24:LYS:HD2 1.91 0.53
1:B:300:ASN:ND2 1:B:305:HIS:CE1 2.77 0.53
1:A:493: THR:O 1:A:497:VAL:HG23 2.08 0.53
1:E:570: TYR:H 1:G:46:GLN:HE22 1.55 0.53
1:L:156:LYS:HD3 1:1:479:1ILE:HG23 1.90 0.53
1:D:160:VAL:HG11 1:D:238:PHE:CE2 2.43 0.53
1:K:402:GLN:H 1:K:402:GLN:NE2 2.06 0.53
1:D:359: THR:HG21 7:D:2029:HOH:O 2.08 0.53
1:1:404:LEU:HD13 1:1:433:LEU:HA 1.89 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)

1:1:554:ARG:HH11 1:1:554:ARG:HG2 1.74 0.53
1:F:429: THR:HG22 1:F:430:ALA:N 2.24 0.52
1:P:401:GLN:HG3 1:P:402:GLN:NE2 2.25 0.52
1:A:104:ILE:CD1 1:A:108:MSE:HE3 2.39 0.52
1:B:38:MSE:HB2 1:B:59:LEU:HD11 1.91 0.52
1:A:521:GLN:O 1:A:525:LYS:HG3 2.09 0.52
1:F:469: TYR:OH 1:F:516:LEU:HD13 2.09 0.52
1:N:252:ILE:HD12 1:N:252:ILE:N 2.24 0.52
1:0:324:VAL:HG12 1:0:328:GLN:HE21 1.73 0.52
1:0:239:MSE:HA 1:0:239:MSE:CE 2.37 0.52
1:A:137:ILE:HA 1:A:234:LEU:HD22 1.92 0.52
1:D:245:ARG:HG2 1:D:246: TYR:CE2 2.44 0.52
1:C:108:MSE:HE1 1:C:190:CYS:SG 2.49 0.52
1:K:429: THR:HG22 1:K:431:GLU:H 1.74 0.52
1:E:243: THR:HG21 1:E:273: TYR:CD2 2.43 0.52
1:0:156:LYS:HE2 1:0:197:GLN:CD 2.30 0.52
1:B:474:VAL:O 1:B:478:VAL:HG23 2.10 0.52
1:E:270:ARG:HH12 1:E:487:GLY:HA2 1.74 0.52
1:A:38:MSE:SE 1:A:55:PRO:HG2 2.59 0.52
1:N:433:LEU:HG 1:N:443:PHE:CD1 2.45 0.52
1:J:284:ALA:HA 1:J:319:ILE:HG12 1.91 0.52
1:B:41: THR:CG2 1:B:43:GLU:H 2.19 0.52
1:P:98:LYS:HD3 1:P:560: THR:HG21 1.90 0.52
1:G:528:VAL:O 1:G:532:LYS:HG3 2.09 0.52
1:J:202:MSE:HE1 1:J:204:ASP:CA 2.39 0.52
1:D:429: THR:HG22 1:D:431:GLU:H 1.73 0.52
1:L:192:GLY:HA3 1:L:557:VAL:HG22 1.92 0.52
1:G:433:LEU:HD12 1:G:443:PHE:HB?2 1.92 0.52
1:0:401:GLN:O 1:0:405:GLN:HG3 2.09 0.52
1:C:108:MSE:HE2 1:C:186:LEU:CD1 2.40 0.52
1:N:41: THR:HB 1:N:44.GLU:HG3 1.91 0.52
1:C:504:GLU:HG3 1:C:508:GLN:NE2 2.23 0.52
1:C:288:VAL:HG12 1:C:292:LEU:HD22 1.92 0.52
1:H:329:LYS:NZ 1:H:496:GLU:OE2 2.40 0.52
1:L:82: TYR:CE2 1:L:86:MSE:HG3 2.44 0.52
1:1:29:LEU:HD23 1:1:35:ASN:HD22 1.73 0.52
1:N:154:VAL:O 1:N:154:VAL:HG13 2.10 0.52
1:A:88:LEU:HD13 1:A:96:PHE:HA 1.90 0.52
1:G:223:HIS:HD2 1:G:224:LYS:O 1.92 0.52
1:N:343:MSE:O 1:N:349:LEU:HD12 2.10 0.52
1:G:61:GLN:HE22 1:G:98:LYS:HD3 1.74 0.52
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1:P:332:VAL:HG22 1:P:336:GLU:HB3 1.91 0.52
1:J:429: THR:H 1:J:432:GLN:CG 2.23 0.52
1:J:120:CYS:O 1:J:175:TYR:HB3 2.09 0.52
1:N:352:LYS:O 1:N:352:LYS:HG2 2.07 0.52
1:M:556:GLN:CA 1:M:556:GLN:HE21 2.22 0.52
1:N:160: VAL:HG21 1:N:238:PHE:CE2 2.44 0.52
1:J:86:MSE:HE1 1:J:131:ARG:HH11 1.75 0.52
1:E:528:VAL:HG22 1:E:553:ILE:HD12 1.90 0.52
1:L:327:MSE:HE3 1:1:337:ALA:CB 2.27 0.52
1:F:166:1ILE:HG21 1:F:172:LEU:HD12 1.91 0.52
1:0:238:PHE:HD2 1:0:239:MSE:HE3 1.73 0.52
1:F:125:LEU:HD13 1:F:125:LEU:O 2.09 0.52
1:0:207:-THR:HA 1:0:225:ARG:HG2 1.92 0.52
1:E:209:ASN:OD1 1:E:211:THR:HB 2.09 0.52
1:1:398:ALA:HB3 1:1L:427.:GLU:HG3 1.90 0.52
1:A:433:LEU:HD12 1:A:434: TYR:CD2 2.44 0.52
1:B:108:MSE:N 1:B:109:PRO:CD 2.73 0.52
1:D:108:MSE:CE 1:D:190:CYS:SG 2.97 0.52
1:H:529:ARG:HG2 1:H:529:ARG:NH1 2.25 0.52
1:F:319:ILE:O 1:F:323:ILE:HG13 2.10 0.52
1:H:161: THR:HA 1:H:257:PHE:CE1 2.45 0.52
1:B:312:ALA:HB2 1:B:343:MSE:HG2 1.91 0.52
1:P:158:ILE:HG23 1:P:199:LEU:O 2.10 0.52
1:0:428:CYS:HA 1:0:432:GLN:NE2 2.25 0.52
1:G:270:ARG:HH12 1:G:487:GLY:HA2 1.73 0.52
1:M:243: THR:HG21 1:M:273: TYR:HD2 1.75 0.52
1:E:324:VAL:O 1:E:328:GLN:HG3 2.10 0.52
1:E:492:LEU:O 1:E:496:GLU:HG3 2.09 0.52
1:K:330:GLU:O 1:0:300:ASN:HA 2.10 0.52
1:1:238:PHE:CE2 1:1:239:MSE:HE3 2.45 0.52
1:0:166:1LE:HD12 1:0:179:ILE:HG13 1.91 0.52
1:J:41: THR:HG22 1:J:43:GLU:N 2.24 0.52
1:1:536:ARG:HD2 7:1:2069:HOH:O 2.09 0.52
1:G:288:VAL:CG2 1:G:322:LEU:HD12 2.40 0.52
1:H:141:GLY:H 1:H:237:GLU:CD 2.13 0.52
1:B:332:VAL:CG1 1:B:336:GLU:HB3 2.40 0.52
1:N:72:PHE:CE2 1:N:81:ARG:HD3 2.45 0.52
1:N:352:LYS:O 1:N:352:LYS:CG 2.58 0.52
1:G:394:ALA:HB2 2:G:1581:NAP:O3D 2.10 0.52
1:H:571: THR:HG23 7:H:2075:HOH:O 2.09 0.52
1:K:136: THR:HG22 1:K:139:ASP:CG 2.30 0.52
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1:M:138:HIS:NE2 1:M:223:HIS:HE1 2.08 0.52
1:1:284:ALA:HA 1:1:319:ILE:HG12 1.91 0.52
1:0:407:-MSE:HG2 1:0:416:ILE:HD11 1.91 0.52
1:J:317:LEU:HD23 1:J:343:MSE:HE1 1.92 0.52
1:A:284:ALA:HA 1:A:319:ILE:HG12 1.92 0.52
1:B:59:LEU:H 1:B:59:LEU:HD12 1.74 0.52
1:1:38:MSE:HB2 1:I:59:LEU:HD11 1.92 0.52
1:M:35:ASN:ND2 1:M:37:GLY:H 2.07 0.52
1:0:41: THR:HG22 1:0:42:LEU:N 2.25 0.51
1:0:429: THR:HG22 1:0:430:ALA:N 2.25 0.51
1:1:467:ASN:N 2:1:1581:NAP:H72N 2.09 0.51
1:1:222: ARG:HD2 1:L:580:LYS:HE?2 1.92 0.51
1:M:468:SER:HA 1:M:471:PHE:CE2 2.45 0.51
1:J:245:ARG:HG2 1:J:246:TYR:CD2 2.45 0.51
1:H:429: THR:H 1:H:432:GLN:NE2 2.07 0.51
1:C:35:ASN:ND2 1:C:37:GLY:H 2.08 0.51
1:1:320:ALA:O 1:1:324:VAL:HG23 2.10 0.51
1:N:112: TYR:CE2 1:N:468:SER:OG 2.63 0.51
1:P:155:ILE:HB 1:P:246: TYR:CD2 2.46 0.51
1:A:416:ILE:HG13 1:A:433:LEU:CD2 2.39 0.51
1:K:381:VAL:HG11 1:K:407:MSE:CE 2.41 0.51
1:B:352:LYS:CE 1:B:353:GLY:H 2.20 0.51
1:J:461:TYR:HD1 1:J:509:GLU:HG2 1.75 0.51
1:H:529:ARG:HD3 7:H:2068:HOH: O 2.09 0.51
1:F:75:LEU:HD11 1:F:84:LEU:HD22 1.92 0.51
1:G:92:ASN:C 1:G:92:ASN:HD22 2.12 0.51
1.1:377:LEU:O 1:1:381: VAL:HG23 2.11 0.51
1:N:162:ASP:O 1:N:225:ARG:NH2 2.33 0.51
1:B:145: THR:O 1:B:148:GLN:HG2 2.10 0.51
1:C:152:GLU:HB3 1:C:155:1LE:CD1 2.40 0.51
1:0:158:ILE:HG22 1:0:160:VAL:HG23 1.91 0.51
1:F:431:GLU:OE2 1:F:452:VAL:HG22 2.10 0.51
1:F:416:ILE:HG13 1:F:433:LEU:CD2 2.36 0.51
1:H:284:ALA:HA 1:H:319:ILE:HG12 1.92 0.51
1:0:65:VAL:HG13 1:0:99:VAL:HG22 1.91 0.51
1:J:556:GLN:NE2 1:J:556:GLN:N 2.57 0.51
1:B:429: THR:H 1:B:432:GLN:CG 2.23 0.51
1:J:96:PHE:CZ 1:J:100:LEU:HD11 2.44 0.51
1:M:429: THR:HG22 1:M:430:ALA:N 2.25 0.51
1:L:136:THR:CG2 1:L:137:ILE:N 2.73 0.51
1:F:381:VAL:HG13 1:F:407:MSE:HE1 1.92 0.51
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1:C:401:GLN:NE2 1:C:436: TYR:CE1 2.78 0.51
1:C:533:GLU:HA 1:C:536:ARG:HH11 1.74 0.51
1:M:98:LYS:HD3 1:M:560: THR:HG23 1.91 0.51
1:J:303:SER:CB 1:J:332:VAL:HG21 2.41 0.51
1:K:454:LEU:HB3 1:K:455:PRO:HD2 1.90 0.51
1:N:215:ASP:O 1:N:222:ARG:NH2 2.43 0.51
1:1:300:ASN:OD1 1:1:305:HIS:HE1 1.92 0.51
1:C:251:LEU:C 1:C:252:ILE:HD12 2.31 0.51
1:G:433:LEU:O 1:G:437: THR:HG23 2.10 0.51
1:K:136: THR:OG1 1:K:221:LEU:HD11 2.10 0.51
1:H:361:GLU:O 1:H:364:HIS:HB2 2.11 0.51
1:0:42:LEU:C 1:0:42:LEU:HD23 2.30 0.51
1:1:288: VAL:HG21 1:1:322:LEU:HB3 1.93 0.51
1:M:179:ILE:HB 1:M:180:PRO:HD3 1.92 0.51
1:C:543:TYR:HA 1:C:544:PRO:C 2.31 0.51
1:M:125:LEU:N 5:M:1591:CL:CL 2.81 0.51
1:J:388:VAL:HG22 1:J:415:ILE:HB 1.93 0.51
1:B:354:ARG:HD2 1:B:356:ALA:O 2.10 0.51
1:G:136:THR:HB 1:G:139:ASP:0OD2 2.10 0.51
1:M:454:.LEU:HB3 1:M:455:PRO:HD?2 1.93 0.51
1:A:350:ILE:CD1 1:A:362:LYS:HD2 2.41 0.51
1:B:238:PHE:O 1:B:242:VAL:HG23 2.11 0.51
1:1L:174:.CYS:HA 1:1:202:MSE:HE3 1.91 0.51
1:E:133:LEU:HB2 1:E:199:LEU:HD11 1.92 0.51
1:C:431:GLU:HG3 7:C:2052:HOH:O 2.11 0.51
1:1:92:ASN:C 1:1:92: ASN:ND2 2.62 0.51
1:F:401:GLN:HG2 1:}F:436: TYR:CE1 2.45 0.51
1:L:140:ARG:NH2 1:L:230:ALA:HA 2.25 0.51
1:E:92:ASN:C 1:E:92:ASN:HD22 2.13 0.51
1:E:44.GLU:O 1:E:48:LEU:HB2 2.11 0.51
1:J:529:ARG:HG2 1:J:529:ARG:HH11 1.76 0.51
1:D:141:GLY:H 1:D:237:GLU:CD 2.13 0.51
1:D:150: TRP:CE2 1:D:199:LEU:HD13 2.46 0.51
1:L:301:ARG:HB3 1:1:330:GLU:OE1 2.11 0.51
1:N:136: THR:CG2 1:N:221:LEU:HD11 2.36 0.51
1:D:319:ILE:O 1:D:323:1ILE:HG13 2.10 0.51
1:E:160:VAL:HG12 1:E:201:VAL:CB 2.39 0.51
1:N:140:ARG:HH11 1:N:140:ARG:HB3 1.74 0.51
1:F:223:HIS:HD?2 1:F:224:LYS:O 1.93 0.51
1:1L:190:CYS:HB3 1:L:519:ILE:HD13 1.93 0.51
1:F:322:LEU:HD11 1:F:492: LEU:HA 1.93 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)

1:B:113: THR:HG22 1:B:114:PRO:HA 1.92 0.51
1:D:171:ASP:OD2 1:D:225:ARG:HD?2 2.11 0.51
1:N:88:LEU:HD22 1:N:96:PHE:HB2 1.93 0.51
1:P:160:VAL:HG12 1:P:161: THR:N 2.26 0.51
1:D:92:ASN:ND2 1:D:95:LEU:H 2.08 0.51
1:1:536:ARG:CD 7:1:2069:HOH:O 2.58 0.51
1:B:429: THR:HG22 1:B:430:ALA:N 2.26 0.51
1:A:319:ILE:O 1:A:323:ILE:HG13 2.11 0.51
1:H:78:ASP:N 1:H:81:ARG:NH1 2.58 0.51
1:L:166:ILE:HG21 1:L:172:LEU:HD12 1.93 0.51
1:E:399:PHE:HB2 1:E:428:CYS:HB3 1.93 0.51
1:D:554:ARG:HH11 1:D:554:ARG:HG2 1.76 0.51
1:B:117:GLY:O 1:B:121:GLN:HG3 2.11 0.51
1:F:166:ILE:HD12 1:F:179:ILE:CG1 2.40 0.51
1:P:36:LYS:HE?2 1:P:562: TYR:HB3 1.93 0.51
1:F:429: THR:H 1:F:432:GLN:HE21 1.56 0.51
1:G:42:LEU:O 1:G:46:GLN:HG3 2.10 0.51
1:E:270:ARG:NH2 1:E:281:GLN:NE2 2.59 0.51
1:P:476:LEU:HB3 1:P:527:ALA:HB2 1.93 0.51
1:1:36:LYS:HD?2 1:I:562:TYR:CG 2.46 0.51
1:H:214:LYS:NZ 1:H:214:LYS:HB2 2.26 0.51
1:E:132:GLY:HA2 1:E:200:PRO:HG2 1.93 0.51
1:H:270:ARG:HH12 1:H:487:GLY:HA2 1.76 0.51
1:1:136: THR:HB 1:1:139:ASP:0D2 2.11 0.51
1:N:59:LEU:C 1:N:59:LEU:HD12 2.32 0.51
1:J:502:VAL:HG12 1:J:507:LEU:CD2 2.39 0.51
1:L:454:LEU:HD21 1:1L:460:LEU:.CG 2.41 0.51
1:A:207:THR:HA 1:A:225:ARG:HH11 1.76 0.51
1:D:166:ILE:HD12 1:D:179:1LE:HG13 1.93 0.51
1:D:431:GLU:OE2 1:D:452:VAL:HG13 2.10 0.51
1:K:41: THR:O 1:K:45:ARG:HG3 2.11 0.51
1:G:314:GLU:HB2 2:G:1581:NAP:O1N 2.10 0.51
1:N:401:GLN:HG2 1:N:436: TYR:CE2 2.46 0.51
1:A:391:GLY:HA3 1:A:427:GLU:HG2 1.92 0.51
1:G:476:LEU:HB3 1:G:527:ALA:HB2 1.93 0.51
1:A:31:ASP:HA 1:B:30:ARG:NH1 2.26 0.51
1:E:404:LEU:HD13 1:E:433:LEU:HA 1.93 0.50
1:C:433:.LEU:HG 1:C:443:PHE:HD1 1.76 0.50
1:H:140:ARG:NH1 1:H:230:ALA:HA 2.26 0.50
1:K:342: TRP:CH2 1:K:367:HIS:HB2 2.46 0.50
1:A:416:ILE:CG1 1:A:433:LEU:HD21 2.40 0.50
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Atom-1 Atom-2 distance (A) | overlap (A)
1:P:327:MSE:HE1 1:P:337:ALA:O 2.11 0.50
1:F:238:PHE:CE2 1:F:239:MSE:HE3 2.45 0.50
1:J:270:ARG:HG2 1:J:270:ARG:NH1 2.25 0.50
1:J:378:GLU:HA 1:J:403:ILE:HD13 1.92 0.50
1:N:288:VAL:O 1:N:292:LEU:HD13 2.12 0.50
1:A:401:GLN:HG2 1:A:436:TYR:CE1 2.46 0.50
1:P:162:ASP:C 1:P:202:MSE:HE1 2.31 0.50
1:C:467:ASN:H 2:C:1581:NAP:H72N 1.59 0.50
1:F:553:ILE:O 1:F:557:VAL:HG23 2.11 0.50
1:1:543: TYR:HA 1:1:544:PRO:C 2.32 0.50
1:C:556:GLN:HE21 1:C:556:GLN:N 2.09 0.50
1:N:210:GLU:OE2 1:N:224:LYS:HE2 2.12 0.50
1:N:86:MSE:HE2 7:N:2024:HOH:O 2.11 0.50
1:C:61:GLN:NE2 1:C:98:LYS:HD?2 2.27 0.50
1:1:270:ARG:NH1 5:1:1588:CL:CL 2.81 0.50
1:F:166:1LE:HD12 1:F:179:1ILE:HG13 1.93 0.50
1:0:429: THR:H 1:0:432:GLN:NE2 2.10 0.50
1:C:41: THR:HB 1:C:44:GLU:HG3 1.92 0.50
1:A:108:MSE:HE2 1:A:190:CYS:SG 2.51 0.50
1:A:283: THR:CG2 1:A:284:ALA:N 2.74 0.50
1:1:389:LEU:HD12 1:1:407:-MSE:HE3 1.93 0.50
1:1:104:ILE:HG13 1:1:108: MSE:HE3 1.93 0.50
1:K:264:ARG:HH11 1:K:264:ARG:HG2 1.76 0.50
1:D:314:GLU:HB2 2:D:1581:NAP:O1IN 2.11 0.50
1:M:140:ARG:HG3 | 1:M:234:.LEU:HD13 1.92 0.50
1:A:90:ASP:OD1 1:A:131:ARG:NH1 2.44 0.50
1:D:378:GLU:OE1 1:D:382:LYS:HE3 2.11 0.50
1:0:243:THR:HG21 1:0:273:TYR:CD2 2.46 0.50
1:H:351:VAL:CG1 1:H:369:HIS:HB3 2.41 0.50
1:P:41: THR:HB 1:P:44.GLU:HG3 1.94 0.50
1:C:38:MSE:CB 1:C:59:LEU:HD11 2.39 0.50
1:L:354:ARG:HH21 1:L:358:LEU:HD22 1.77 0.50
1:M:61:GLN:HA 1:M:64:GLN:HE21 1.75 0.50
1:H:467:ASN:HB3 1:H:471:PHE:HD?2 1.76 0.50
1:P:120:CYS:O 1:P:175:TYR:HB3 2.10 0.50
1:N:347:LYS:HD3 1:N:357:SER:HB2 1.93 0.50
1:P:364:HIS:HB2 7:P:2053:HOH: O 2.11 0.50
1:1:152:GLU:CD 1:1:196:HIS:NE2 2.65 0.50
1:N:188: THR:HG21 1:N:195:PRO:HG3 1.92 0.50
1:L:127:PHE:O 1:L:128:ARG:NH1 2.42 0.50
1:E:24:LYS:HG?2 1:E:25:GLY:H 1.68 0.50
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
1:E:502:VAL:CG1 1:E:507:LEU:HD22 2.41 0.50
1:D:61:GLN:HA 1:D:64:GLN:HE21 1.76 0.50
1:C:536:ARG:NE 1:H:333:SER:CB 2.74 0.50
1:B:429: THR:H 1:B:432:GLN:NE2 2.09 0.50
1:A:324:VAL:HG12 1:A:328:GLN:NE2 2.25 0.50
1:K:492:LEU:O 1:K:496:GLU:HG3 2.11 0.50
1:M:133:LEU:HB2 1:M:199:LEU:HD11 1.93 0.50
1:M:572: TRP:HA 7:M:2077:HOH:O 2.11 0.50
1:G:108:MSE:N 1:G:109:PRO:CD 2.75 0.50
1:0:332:VAL:HG22 1:0:336:GLU:HB2 1.93 0.50
1:A:386:PRO:O 1:A:407:MSE:HE3 2.12 0.50
1:J:466:ASN:HA 2:J:1581:NAP:N7N 2.17 0.50
1:H:92:ASN:C 1:H:92:ASN:ND2 2.58 0.50
1:A:133:LEU:HD22 1:A:135:ILE:HG13 1.93 0.50
1:E:168:GLY:O 1:E:425:LYS:HE2 2.12 0.50
1:K:352:LYS:NZ 1:K:352:LYS:HB3 2.27 0.50
1:H:137:ILE:HD13 1:H:226:.1LE:HB 1.93 0.50
1:D:359: THR:HG22 1:D:361:GLU:N 2.21 0.50
1:G:227:ARG:NH1 1:G:227:ARG:HG3 2.25 0.50
1:G:359: THR:HG22 1:G:361:GLU:N 2.23 0.50
1:B:288:VAL:HG12 1:B:292:LEU:HD22 1.94 0.50
1:M:502:VAL:HG11 | 1:M:507:LEU:HD13 1.93 0.50
1:1:61: GLN:O 1:1:65:VAL:HG23 2.12 0.50
1:B:205:VAL:HG22 7:B:2016:HOH:O 2.10 0.50
1:M:532:LYS:HG2 1:M:549:LEU:HD12 1.93 0.50
1:P:58:PHE:N 5:P:1591:CL:CL 2.65 0.50
1:K:406:ASP:O 1:K:409:ALA:HB3 2.11 0.50
1:E:71:ASN:HB3 1:E:84:LEU:HD11 1.93 0.50
1:D:399:PHE:HB2 1:D:428:CYS:HB3 1.92 0.50
1:K:64:GLN:NE2 1:K:562:TYR:OH 2.42 0.50
1:E:177:MSE:O 1:E:180:PRO:HD?2 2.12 0.50
1:F:270:ARG:HH11 1:F:270:ARG:HG2 1.77 0.50
1:B:285:SER:HB3 1:B:470:VAL:HG21 1.92 0.50
1:P:92:ASN:ND2 1:P:92:ASN:C 2.61 0.50
1:H:429: THR:CG2 1:H:430:ALA:N 2.75 0.50
1:H:140:ARG:HH12 1:H:230:ALA:CB 2.25 0.50
1:J:261:ASN:HA 1:J:264:ARG:NH1 2.27 0.50
1:K:92:ASN:C 1:K:92:ASN:HD22 2.15 0.50
1:D:165:ARG:HD2 1:D:165:ARG:O 2.10 0.50
1:L:504:GLU:O 1:L:508:GLN:HG3 2.12 0.50
1:A:543:TYR:HA 1:A:544:PRO:C 2.32 0.50
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)

1:F:136: THR:HG22 1:F:137:ILE:N 2.27 0.50
1:1:533:GLU:CD 1:1:536:ARG:NH1 2.65 0.50
1:1:502:VAL:CG2 1:1:514:PRO:HD3 2.42 0.50
1:M:98:LYS:HD3 1:M:560: THR:HG21 1.93 0.50
1:P:350:ILE:HD13 1:P:362:LYS:HB3 1.94 0.50
1:E:183:LYS:HE3 1:E:255:GLU:CD 2.32 0.50
1:F:132:GLY:HA2 1:F:200:PRO:HG2 1.94 0.50
1:N:260:ALA:O 1:N:264:ARG:HG2 2.12 0.50
1:B:533:GLU:HG3 1:B:537:ASN:HD21 1.77 0.50
1:F:575:GLU:O 1:F:578:LYS:HG2 2.11 0.50
1:D:137:1ILE:HA 1:D:234:LEU:HD22 1.93 0.50
1:C:138:HIS:NE2 1:C:223:HIS:HE1 2.10 0.49
1:C:433:LEU:HD12 1:C:443:PHE:HB2 1.93 0.49
1:P:381:VAL:CG1 1:P:407:MSE:HE1 2.42 0.49
1:D:136: THR:O 1:D:139:ASP:0OD2 2.29 0.49
1:D:61:GLN:HE21 1:D:98:LYS:HE2 1.77 0.49
1:C:322:LEU:HD22 1:C:492:.LEU:HD13 1.93 0.49
1:K:303:SER:HB3 1:K:332:VAL:HG21 1.94 0.49
1:P:243: THR:HG21 1:P:273: TYR:CD2 2.47 0.49
1:L:160:VAL:HG21 1:1L:238:PHE:CE2 2.47 0.49
1:1:319:ILE:O 1:1:323:ILE:HG13 2.11 0.49
1:N:24:LYS:HD2 1:N:24:LYS:N 2.27 0.49
1:1:90:ASP:0OD1 1:L:131:ARG:NH1 2.45 0.49
1:J:24:LYS:NZ 1:1L:24:LYS:CD 2.75 0.49
1:C:328:GLN:HA 1:C:332:VAL:O 2.12 0.49
1:B:131:ARG:HD3 1:B:181:VAL:HG13 1.94 0.49
1:N:376:ASN:O 1:N:380:ILE:HG13 2.11 0.49
1:P:108:MSE:HB3 1:P:109:PRO:HD3 1.94 0.49
1:M:351:VAL:O 1:M:354:ARG:HB2 2.12 0.49
1:H:184:LEU:HD22 1:H:198:CYS:HB3 1.92 0.49
1:H:323:.ILE:HG22 1:H:327:MSE:HE2 1.94 0.49
1:M:578:LYS:HZ2 1:M:580:LYS:N 2.10 0.49
1:E:429: THR:HB 1:E:432: GLN:HG3 1.94 0.49
1:0:381:VAL:CG1 1:0:407:MSE:HE1 2.40 0.49
1:M:148:GLN:CG 1:M:245:ARG:HH21 2.22 0.49
1:M:242:VAL:HG13 1:M:246:TYR:HD1 1.78 0.49
1:H:222: ARG:HG3 1:H:222: ARG:NH1 2.26 0.49
1:A:378:GLU:HA 1:A:403:ILE:CD1 2.42 0.49
1:1L:183:LYS:HE3 1:1L:255:GLU:CD 2.32 0.49
1:J:77:SER:O 1:J:81:ARG:HG3 2.12 0.49
1:D:301:ARG:HB3 1:D:330:GLU:OE1 2.13 0.49
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1:A:389:LEU:HD22 1:A:399:PHE:CZ 2.48 0.49
1:1:136: THR:CG2 1:1:137:ILE:N 2.75 0.49
1:C:533:GLU:CD 1:C:536:ARG:NH1 2.66 0.49
1:B:428:CYS:HA 1:B:432:GLN:NE2 2.27 0.49
1:P:202:MSE:CE 1:P:203:LEU:C 2.81 0.49
1:P:164:GLU:HG2 1:P:258:ALA:HB2 1.94 0.49
1:E:165:ARG:HD2 1:E:165:ARG:O 2.11 0.49
1:P:500:GLN:HE21 1:P:500:GLN:CA 2.25 0.49
1:K:131:ARG:NH1 7:K:2013:HOH:O 2.45 0.49
1:0:302:LEU:HD22 1:0:327:MSE:HG3 1.93 0.49
1:F:429: THR:HG22 1:F:431:GLU:H 1.77 0.49
1:F:238:PHE:O 1:F:242: VAL:HG22 2.13 0.49
1:A:279:ASP:O 1:A:283:THR:HG21 2.13 0.49
1:P:202:MSE:CE 1:P:203:LEU:O 2.59 0.49
1:.C:72:PHE:.CZ 1:C:81:ARG:HD3 2.47 0.49
1:1:274.CYS:SG 1:1:478:VAL:HG11 2.53 0.49
1:0:340:ARG:HH11 1:0:340:ARG:HG2 1.77 0.49
1:D:467:ASN:ND2 3:D:1582:0XL:02 2.46 0.49
1:A:184:LEU:O 1:A:187:TYR:HB2 2.13 0.49
1:K:154:VAL:CG1 1:K:154:VAL:O 2.60 0.49
1:D:61:GLN:HE21 1:D:98:LYS:CE 2.25 0.49
1:E:177:-MSE:HE2 1:E:202:MSE:HB3 1.93 0.49
1:K:578:LYS:HE2 1:K:580:LYS:HB2 1.95 0.49
1:0:572:TRP:O 1:0:573:PRO:O 2.31 0.49
1:H:152:GLU:OE1 1:H:196:HIS:O 2.31 0.49
1:L:140:ARG:CD 7:L:2032:HOH:O 2.59 0.49
1:I:61:GLN:HE22 1:1:560: THR:HG23 1.78 0.49
1:N:317:LEU:HD23 1:N:343:MSE:HE1 1.94 0.49
1:1:141:GLY:H 1:1:237:GLU:CD 2.16 0.49
1:H:260:ALA:O 1:H:264:ARG:HG2 2.12 0.49
1:G:164:GLU:.CG 1:G:258:ALA:HB2 2.33 0.49
1:A:359: THR:CG2 1:A:362:LYS:HE2 2.37 0.49
1:F:299:LYS:HZ3 1:F:299:LYS:HB3 1.73 0.49
1:C:429: THR:CG2 1:C:430:ALA:N 2.74 0.49
1:J:147:LEU:HB3 1:J:245:ARG:HD2 1.95 0.49
1:B:64:GLN:HB3 1:B:95:LEU:HD21 1.93 0.49
1:F:222:ARG:HD2 1:G:578:LYS:NZ 2.28 0.49
1:B:223:HIS:HD2 1:B:224:.LYS:O 1.95 0.49
1:G:404:LEU:HD22 | 1:G:433:LEU:HD23 1.94 0.49
1:K:433:LEU:C 1:K:433:LEU:HD13 2.33 0.49
1:J:125:LEU:C 1:J:125:LEU:HD23 2.32 0.49
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1:P:270:ARG:HH12 1:P:487:GLY:HA2 1.77 0.49
1:L:352:LYS:HG2 1:L:366:ALA:O 2.12 0.49
1:N:250:CYS:0O 1:N:252:ILE:HD12 2.12 0.49
1:0:300:ASN:HB2 1:0:304:ASP:0OD2 2.12 0.49
1:B:350:ILE:HD13 1:B:362:LYS:HB3 1.95 0.49
1:F:442:1LE:CG2 1:F:512:LEU:HD21 2.42 0.49
1:E:358:LEU:HD23 1:E:363: GLU:HG2 1.94 0.49
1:D:160:VAL:CG1 1:D:201:VAL:HB 2.22 0.49
1:H:361:GLU:N 1:H:361:GLU:OE1 2.45 0.49
1:J:108:MSE:HB3 1:J:109:PRO:HD3 1.95 0.49
1:D:152:GLU:OE1 1:D:196:HIS:CE1 2.66 0.49
1:J:354:ARG:HB3 1:J:358:LEU:CD2 2.40 0.49
1:J:166:ILE:HG21 1:J:172:LEU:HD12 1.95 0.49
1:N:207: THR:HA 1:N:225:ARG:HG2 1.94 0.49
1:H:132:GLY:HA2 1:H:200:PRO:HG2 1.95 0.49
1:H:133:LEU:HB2 1:H:199:LEU:HD11 1.95 0.49
1:1:406:ASP:HB3 1:1:410:PHE:CZ 2.47 0.49
1:M:470:VAL:HG13 | 1:M:494: THR:HG21 1.95 0.49
1:P:319:ILE:O 1:P:323:ILE:HG13 2.13 0.49
1:N:61:GLN:HG2 1:N:562: TYR:CE1 2.47 0.49
1:N:61:GLN:HE21 1:N:98:LYS:HE?2 1.76 0.49
1:D:361:GLU:O 1:D:364:HIS:HB2 2.13 0.49
1:G:254:PHE:CE2 1:G:265:LEU:HD13 2.48 0.49
1:1:359: THR:HG22 1:1:362:LYS:CG 2.43 0.49
1:1:492:.LEU:O 1:1:496:GLU:HG3 2.12 0.49
1:B:413:ARG:HH11 1:B:413:ARG:HG3 1.78 0.49
1:M:165:ARG:O 1:M:165:ARG:HD2 2.13 0.49
1:D:107:PHE:O 1:D:111:VAL:HG12 2.13 0.49
1:L:543: TYR:HA 1:L:544:PRO:C 2.33 0.49
1:B:154:VAL:O 1:B:154:VAL:HG13 2.12 0.49
1:K:575:GLU:HG2 1:K:576:ALA:N 2.28 0.49
1:L:327:MSE:HE1 1:L:337:ALA:O 2.12 0.48
1:P:284:ALA:HB1 1:P:322:LEU:HB2 1.95 0.48
1:H:416:ILE:HG13 1:H:433:LEU:CD2 2.37 0.48
1:P:428:CYS:HB2 1:P:432:GLN:HE21 1.77 0.48
1:0:250:CYS:O 1:0:252:ILE:HD12 2.13 0.48
1:0:48:LEU:HD11 1:0:565:PHE:HB3 1.95 0.48
1:F:239:MSE:HE1 1:F:252:1ILE:HG21 1.94 0.48
1:G:243: THR:CG2 1:G:248:MSE:HA 2.42 0.48
1:K:467:ASN:ND2 3:K:1582:0XL:02 2.46 0.48
1:1:533:GLU:OE2 1:1:536:ARG:NH1 2.46 0.48

Continued on next page...



Page 70

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:A:92:ASN:OD1 1:A:95:LEU:HB2 2.12 0.48
1:E:401:GLN:HG2 1:E:436: TYR:CE2 2.48 0.48
1:J:172:LEU:O 1:J:175:TYR:HB2 2.13 0.48
1:B:92:ASN:C 1:B:92:ASN:HD22 2.15 0.48
1:G:220:GLY:HA2 1:H:56:PRO:HG2 1.95 0.48
1:G:232:ASP:OD1 1:G:264:ARG:NH2 2.40 0.48
1:D:172:LEU:O 1:D:175:TYR:HB2 2.13 0.48
1:0:158:ILE:HD12 1:0:242:VAL:HG11 1.94 0.48
1:J:429: THR:H 1:J:432:GLN:HG3 1.78 0.48
1:L:251:LEU:C 1:L:252:1LE:HD12 2.34 0.48
1:M:324:VAL:O 1:M:328:GLN:HG3 2.12 0.48
1:C:59:LEU:HD12 1:C:59:LEU:H 1.77 0.48
1:N:349:LEU:HB2 1:N:380:ILE:HD13 1.94 0.48
1:H:467:ASN:HB3 1:H:471:PHE:CD2 2.47 0.48
1:F:575:GLU:HG3 1:F:575:GLU:H 1.42 0.48
1:J:150: TRP:CE2 1:J:199:LEU:HD13 2.48 0.48
1:M:163:GLY:HA?2 1:M:166:1ILE:HD11 1.96 0.48
1:J:66:TYR:O 1:J:70:LYS:HG2 2.13 0.48
1:G:408:ALA:HB1 1:G:440:ARG:NH2 2.28 0.48
1:H:171:ASP:OD2 1:H:225:ARG:NH1 2.45 0.48
1:1:166:ILE:HA 1:1:256:ASP:OD1 2.13 0.48
1:E:221:LEU:HD13 1:E:223:HIS:CE1 2.48 0.48
1:0:328:GLN:HE22 1:0:334:LYS:NZ 2.11 0.48
1:L:104:.ILE:CG1 1:L:108:MSE:HE3 2.37 0.48
1:M:24:LYS:HZ3 1:0:24:LYS:HE2 1.79 0.48
1:K:152:GLU:OE1 1:K:196:HIS:CE1 2.66 0.48
1:G:548:ASP:0OD2 1:G:551:ALA:CB 2.60 0.48
1:1:23:LYS:HE2 1:I:27.GLU:HG2 1.95 0.48
1:C:207:THR:HA 1:C:225:ARG:HG2 1.95 0.48
1:A:165:ARG:HD2 1:A:165:ARG:C 2.34 0.48
1:E:36:LYS:HD2 1:E:562: TYR:HB3 1.96 0.48
1:H:167:LEU:HD23 1:H:422:PRO:HD3 1.94 0.48
1:I:570:-TYR:H 1:K:46:GLN:HE22 1.61 0.48
1:K:471:PHE:CG 1:K:472:PRO:HD3 2.49 0.48
1:A:161: THR:HA 1:A:257:PHE:CE1 2.48 0.48
1:D:158:ILE:HD12 1:D:242:VAL:HG11 1.95 0.48
1:P:404:LEU:HD22 1:P:433:LEU:CD2 2.44 0.48
1:K:239:MSE:HE1 1:K:252:ILE:HG21 1.95 0.48
1:J:94:LYS:HD2 1:J:560: THR:O 2.12 0.48
1:G:227:ARG:HH11 1:G:227:ARG:CG 2.24 0.48
1:I:578:LYS:O 1:1:578:LYS:HD2 2.12 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:0:85:LEU:HD12 1:0:110:ILE:CG2 2.42 0.48
1:A:399:PHE:HB2 1:A:428:CYS:HB3 1.95 0.48
1:G:100:LEU:HD21 1:G:111:VAL:HG21 1.96 0.48
1:1:243: THR:HG21 1:L:273:TYR:CD2 2.49 0.48
1:F:543: TYR:HA 1:F:544:PRO:C 2.34 0.48
1:H:136: THR:CG2 1:H:137:ILE:N 2.76 0.48
1:A:41:THR:CG2 1:A:42:LEU:N 2.77 0.48
1:N:433:LEU:HG 1:N:443:PHE:HB2 1.94 0.48
1:D:572: TRP:O 1:D:577:MSE:HE2 2.13 0.48
1:E:238:PHE:CE2 1:E:239:MSE:HE3 2.48 0.48
1:F:350:1ILE:HD13 1:F:362:LYS:HB3 1.94 0.48
1:J:556:GLN:NE2 1:J:556:GLN:CA 2.75 0.48
1:J:202:MSE:HE1 1:J:204:ASP:HA 1.94 0.48
1:B:254:PHE:CE2 1:B:265:LEU:HD13 2.47 0.48
1:0:579:VAL:HG23 1:0:579:VAL:O 2.14 0.48
1:1:245:ARG:HD3 1:L:246: TYR:CE2 2.48 0.48
1:0:125:LEU:N 5:0:1591:CL:CL 2.79 0.48
1:C:263:PHE:CZ 1:C:317.LEU:HD12 2.49 0.48
1:G:474:VAL:O 1:G:478:VAL:HG23 2.14 0.48
1:C:323:ILE:CG2 1:C:327:MSE:HE2 2.25 0.48
1:A:42:LEU:O 1:A:46:GLN:HG3 2.13 0.48
1:B:41:THR:O 1:B:45:ARG:HG3 2.13 0.48
1:E:250:CYS:O 1:E:252:ILE:HD12 2.14 0.48
1:G:377:LEU:O 1:G:381:VAL:HG23 2.13 0.48
1:C:536:ARG:HE 1:H:333:SER:HB2 1.79 0.48
1:C:270:ARG:CG 1:C:270:ARG:HH11 2.27 0.48
1:C:381:VAL:CG1 1:C:407:MSE:HE1 2.44 0.48
1:E:349:LEU:HB2 1:E:380:ILE:CD1 2.43 0.48
1:B:374:MSE:CE 1:B:379:ASP:HB3 2.43 0.48
1:0:369:HIS:HD1 1:0:370:CYS:N 2.12 0.48
1:F:240:GLU:O 1:F:244:SER:HB2 2.14 0.48
1:H:300:ASN:OD1 1:H:305:HIS:HE1 1.96 0.48
1:1L:476:LEU:HD13 1:L:527:ALA:CB 2.43 0.48
1:A:215:ASP:O 1:A:222: ARG:NH2 2.47 0.48
1:G:196:HIS:HB3 7:G:2032:HOH:O 2.12 0.48
1:N:136: THR:CG2 1:N:137:ILE:N 2.76 0.48
1:K:136: THR:HG21 1:K:138:HIS:HB2 1.96 0.48
1:A:327:MSE:HE1 1:A:337:ALA:O 2.14 0.48
1:N:36:LYS:HE2 1:N:562: TYR:HB3 1.95 0.48
1:N:578:LYS:HZ1 1:0:222:ARG:HD3 1.79 0.48
1:D:572:TRP:C 1:D:573:PRO:O 2.50 0.48
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)

1:E:502:VAL:HG12 1:E:507:LEU:CD2 2.44 0.48
1:N:350:ILE:HD13 1:N:362:LYS:HB3 1.94 0.48
1:C:92:ASN:ND2 1:C:95:LEU:H 2.11 0.48
1:1:208:ASP:OD1 1:1:225:ARG:HG3 2.13 0.48
1:B:202:MSE:HE3 1:B:203:LEU:N 2.28 0.48
1:B:177:MSE:O 1:B:180:PRO:HD2 2.13 0.48
1:B:295:LEU:HD11 1:B:302:LEU:HB2 1.96 0.48
1:K:302:LEU:HB3 1:K:330:GLU:OE]1 2.14 0.48
1:J:188:THR:HG21 1:J:195:PRO:HG3 1.95 0.48
1:K:227:ARG:HH11 1:K:227:ARG:HG3 1.79 0.48
1:C:476:LEU:O 1:C:480:SER:HB2 2.13 0.48
1:B:85:LEU:HD12 1:B:110:ILE:HG21 1.96 0.48
1:L:281:GLN:HB3 1:1L:491:PHE:CE1 2.48 0.48
1:A:117:GLY:O 1:A:121:GLN:HG3 2.14 0.48
1:0:327:MSE:HB3 1:0:332:VAL:CG1 2.42 0.48
1:N:61:GLN:HA 1:N:64:GLN:HE21 1.79 0.48
1:M:454:LEU:HD12 1:M:454:.LEU:N 2.29 0.48
1:L:238: PHE:CE2 1:L:239:MSE:HE3 2.48 0.48
1:J:420:SER:HA 2:J:1581:NAP:H1D 1.95 0.48
1:K:250:CYS:O 1:K:252:ILE:HD12 2.14 0.48
1:E:283:THR:O 1:E:286:VAL:HG12 2.13 0.48
1:J:36:LYS:HD?2 1:J:562: TYR:CG 2.49 0.48
1:G:77:SER:O 1:G:81:ARG:HG3 2.14 0.48
1:G:59:LEU:N 1:G:59:LEU:HD12 2.29 0.48
1:K:177:MSE:HE2 1:K:202:MSE:HB3 1.95 0.48
1:B:345:ASP:CG 1:B:354:ARG:HH22 2.16 0.48
1:H:502:VAL:CG1 1:H:507:LEU:HD13 2.44 0.48
1:D:343:MSE:HE3 1:D:365:PHE:CG 2.49 0.48
1:E:396:GLY:O 1:E:426:ALA:O 2.32 0.48
1:0:30:ARG:O 1:P:30:ARG:HD3 2.14 0.48
1:C:136: THR:HG22 1:C:137:ILE:N 2.27 0.48
1:P:133:LEU:HB3 1:P:201:VAL:HG22 1.95 0.48
1:L:104:ILE:CG1 1:L:108:MSE:CE 2.91 0.48
1:N:433:LEU:CD1 1:N:443:PHE:HB2 2.44 0.48
1:D:41: THR:HG22 1:D:43:GLU:N 2.20 0.48
1:N:314:GLU:HB2 2:N:1581:NAP:O1N 2.14 0.48
1:J:202:MSE:HE2 1:J:204:ASP:HB2 1.96 0.48
1:1:172:LEU:O 1:I:175:TYR:HB2 2.13 0.48
1:0:184:LEU:O 1:0:187:TYR:HB2 2.14 0.48
1:L:88:LEU:HD13 1:L:96:PHE:HA 1.96 0.48
1:B:417:PHE:CD1 1:B:444:ALA:HB3 2.49 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:301:ARG:NH1 1:A:330:GLU:HG2 2.28 0.48
1:K:296:ARG:HB2 1:K:507:LEU:HD21 1.96 0.48
1:0:160:VAL:HG21 1:0:238:PHE:CE2 2.49 0.48
1:M:320:ALA:O 1:M:324:VAL:HG23 2.14 0.48
1:0:429: THR:CB 1:0:432:GLN:HG2 2.39 0.48
1:M:104:ILE:HG23 1:M:105:GLU:N 2.29 0.48
1:G:528:VAL:HG22 1:G:553:ILE:HD12 1.96 0.48
1:M:467:ASN:HD22 1:M:468:SER:N 2.11 0.48
1:J:183:LYS:HE3 1:J:255:GLU:OE1 2.14 0.48
1:1:104:ILE:CD1 1:1:108: MSE:HE3 2.42 0.48
1:J:152:GLU:HG3 1:J:155:ILE:HD12 1.96 0.48
1:M:374:MSE:HE1 1:M:379:ASP:O 2.14 0.48
1:P:113: THR:HG22 1:P:114:PRO:HA 1.94 0.48
1:0:543: TYR:HA 1:0:544:PRO:C 2.33 0.48
1:L:75:LEU:HD11 1:L:84:LEU:HD?22 1.95 0.48
1:G:336:GLU:HG3 7:G:2038:HOH:O 2.13 0.48
1:A:260:ALA:HB3 7:A:2018:HOH:O 2.13 0.48
1:B:136: THR:CG2 1:B:137:ILE:N 2.77 0.47
1:L:136: THR:HG23 1:L:221:LEU:HD11 1.96 0.47
1:E:433:LEU:HD12 1:E:443:PHE:HB2 1.95 0.47
1:L:411:ASN:HB2 1:1:414:PRO:HG3 1.96 0.47
1:K:36:LYS:HG3 1:K:562:TYR:CG 2.49 0.47
1:C:86:MSE:CE 1:C:89:GLN:NE2 2.77 0.47
1:B:108:MSE:HE1 1:B:516:LEU:HG 1.96 0.47
1:B:429: THR:HG23 1:B:449:PHE:CE2 2.49 0.47
1:N:172:LEU:O 1:N:175:TYR:HB2 2.14 0.47
1:L:61:GLN:HA 1:L:64:GLN:HE21 1.79 0.47
1:K:429:THR:CG2 1:K:430:ALA:N 2.77 0.47
1:M:154:VAL:O 1:M:154:VAL:HG13 2.14 0.47
1:P:493: THR.:O 1:P:497:VAL:HG23 2.14 0.47
1:K:172:LEU:HA 1:K:212:LEU:HD11 1.96 0.47
1:C:129:ARG:HG3 1:D:91:ARG:HD3 1.96 0.47
1:C:137:.ILE:HB 1:C:205:VAL:HG12 1.95 0.47
1:0:108:MSE:N 1:0:109:PRO:CD 2.77 0.47
1:0:109:PRO:HA 1:0:113:THR:O 2.14 0.47
1:P:381:VAL:HG11 1:P:407:-MSE:HE1 1.95 0.47
1:P:428:CYS:HB2 1:P:432:GLN:NE2 2.29 0.47
1:G:429: THR:CG2 1:G:430:ALA:N 2.76 0.47
1:G:243: THR:HG22 1:G:247:GLY:O 2.14 0.47
1:H:165:ARG:HD2 1:H:165:ARG:C 2.34 0.47
1:J:24:LYS:HZ2 1:L:24:LYS:HD2 1.78 0.47
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:G:572:TRP:C 1:G:573:PRO:O 2.52 0.47
1:0:258:ALA:N 5:0:1589:CL:CL 2.76 0.47
1:K:529:ARG:NH1 1:K:529:ARG:HG2 2.28 0.47
1:P:500:GLN:HE21 1:P:500:GLN:N 2.13 0.47
1:K:56:PRO:HG2 1:L:220:GLY:HA2 1.96 0.47
1:I:112:TYR:CG 1:I:186:LEU:HD11 2.49 0.47
1:}:335:GLU:O 1:F:339:LYS:HG2 2.15 0.47
1:F:36:LYS:HD2 1:F:562: TYR:CG 2.49 0.47
1:G:296:ARG:HB2 1:G:507:LEU:HD21 1.96 0.47
1:B:61:GLN:HE22 1:B:560: THR:HG23 1.79 0.47
1:B:24:LYS:CE 1:D:24:LYS:HD3 2.44 0.47
1:K:64:GLN:HB3 1:K:95:LEU:CD2 2.44 0.47
1:E:133:LEU:HD23 1:E:134:PHE:N 2.29 0.47
1:H:78:ASP:HA 1:H:81:ARG:HH11 1.79 0.47
1:F:104:1LE:CG1 1:F:108:MSE:HE3 2.44 0.47
1:A:24:.LYS:CD 1:A:24:.LYS:O 2.63 0.47
1:F:375:LYS:HG2 7:F:2053:HOH:O 2.15 0.47
1:0:151:PRO:HG2 1:0:152:GLU:OE1 2.15 0.47
1:0:136: THR:CG2 1:0:137:ILE:N 2.77 0.47
1:E:433:LEU:HD13 1:E:433:LEU:C 2.35 0.47
1:H:433:LEU:HG 1:H:443:PHE:CD1 2.49 0.47
1:K:36:LYS:HE2 1:K:562:TYR:HB3 1.96 0.47
1:G:401:GLN:HA 1:G:436:TYR:CD2 2.50 0.47
1:F:210:GLU:OE2 1:F:224:LYS:HE2 2.14 0.47
1:J:467:ASN:HB3 1:J:471:PHE:HD2 1.80 0.47
1:D:429: THR:HB 1:D:432: GLN:HG3 1.96 0.47
1:M:300:ASN:OD1 1:M:305:HIS:CE1 2.67 0.47
1:A:229:GLN:HE21 1:A:229:GLN:CA 2.26 0.47
1:G:492:LEU:O 1:G:496:GLU:HG3 2.14 0.47
1:M:56:PRO:HG2 1:N:220:GLY:HA2 1.96 0.47
1:M:399:PHE:HB2 1:M:428:CYS:HB3 1.96 0.47
1:K:572:TRP:C 1:K:573:PRO:O 2.51 0.47
1:C:324:VAL:HA 1:C:327:MSE:HE3 1.95 0.47
1:M:433:LEU:HG 1:M:443:PHE:CB 2.38 0.47
1:A:316:ALA:HB1 1:A:343:MSE:HE1 1.93 0.47
1:F:239:MSE:CE 1:F:239:MSE:HA 2.40 0.47
1:1:354:ARG:HG2 1:1:356:ALA:N 2.30 0.47
1:C:431:GLU:OE2 1:C:452:VAL:HG22 2.14 0.47
1:E:402:GLN:CD 1:E:402:GLN:N 2.68 0.47
1:J:140:ARG:NH2 1:J:230:ALA:HA 2.30 0.47
1:J:41: THR:HG22 1:J:42:LEU:N 2.30 0.47
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)

1:A:265:LEU:CD2 1:A:269:'TYR:HE1 2.25 0.47
1:P:401:GLN:HG3 1:P:402: GLN:HE22 1.79 0.47
1:1L:401:GLN:HB2 1:1L:436:TYR:CE1 2.50 0.47
1:H:253:GLN:HE21 1:H:255:GLU:HG2 1.80 0.47
1:0:359: THR:OG1 1:0:360:PRO:HD2 2.14 0.47
1:C:578:LYS:HZ3 1:C:578:LYS:HB3 1.79 0.47
1:L:59:LEU:HD13 1:L:64:GLN:CG 2.44 0.47
1:F:72:PHE:CE1 1:F:81:ARG:HB3 2.50 0.47
1:C:356:ALA:HB2 1:1:230:ALA:CB 2.45 0.47
1:B:177:MSE:HG2 7:B:2012:HOH:O 2.14 0.47
1:I1:59:LEU:HD13 1:1:64: GLN:HG2 1.96 0.47
1:F:125:LEU:C 1:F:125:LEU:HD13 2.35 0.47
1:C:554:ARG:NH1 1:C:554:ARG:HG2 2.29 0.47
1:C:402:GLN:NE2 1:C:402:GLN:H 2.11 0.47
1:K:24:LYS:HA 1:K:28:VAL:HG23 1.96 0.47
1:H:321:ASN:HB2 7:H:2041:HOH:O 2.14 0.47
1:M:36:LYS:HD2 1:M:562: TYR:HB3 1.96 0.47
1:B:543:TYR:HA 1:B:544:PRO:C 2.35 0.47
1:H:376:ASN:O 1:H:380:ILE:HG13 2.14 0.47
1:M:429:THR:CG2 1:M:430:ALA:N 2.77 0.47
1:N:59:LEU:HA 1:P:580:LYS:H 1.79 0.47
1:H:327:MSE:HE3 1:H:337:ALA:CB 2.31 0.47
1:K:401:GLN:HG3 1:K:436: TYR:CG 2.50 0.47
1:G:72:PHE:CE2 1:G:81:ARG:HD3 2.50 0.47
1:1:207: THR:HA 1:1:225:ARG:HG2 1.96 0.47
1:B:296:ARG:CB 1:B:507:LEU:HD21 2.44 0.47
1:P:162:ASP:O 1:P:225:ARG:NH2 2.30 0.47
1:H:467:ASN:ND2 3:H:1582:0XL:02 2.48 0.47
1:D:309:PHE:HB2 1:D:343:MSE:HG2 1.96 0.47
1:1:469: TYR:OH 1:I:516:LEU:HD13 2.14 0.47
1:L:146:MSE:O 1:1L:149:SER:HB3 2.15 0.47
1:C:315:ALA:O 1:C:319:ILE:HG13 2.15 0.47
1:E:61:GLN:O 1:E:65:VAL:HG23 2.14 0.47
1:C:56:PRO:HG2 1:D:220:GLY:HA2 1.96 0.47
1:0:471:PHE:CG 1:0:472:PRO:HD3 2.49 0.47
1:N:399:PHE:HB2 1:N:428:CYS:HB3 1.95 0.47
1:M:136: THR:CG2 1:M:138:HIS:N 2.72 0.47
1:K:381:VAL:HG13 1:K:407:MSE:HE1 1.96 0.47
1:L:158:ILE:HD12 1:1:242:VAL:HG11 1.95 0.47
1:M:578:LYS:NZ 1:M:580:LYS:CD 2.78 0.47
1:M:23:LYS:O 1:M:24:LYS:HE3 2.15 0.47
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1:D:41: THR:CG2 1:D:42:LEU:N 2.77 0.47
1:D:404:LEU:HD22 1:D:433:LEU:HD23 1.96 0.47
1:J:270:ARG:NH1 1:J:270:ARG:CG 2.75 0.47
1:0:270:ARG:CG 1:0:270:ARG:HH11 2.28 0.47
1:E:162:ASP:HA 1:E:202:MSE:CE 2.44 0.47
1:B:420:SER:HA 2:B:1581:NAP:H1D 1.96 0.47
1:1:467:ASN:HD22 1:1:468:SER:N 2.12 0.47
1:A:352:LYS:HA 1:A:352:LYS:HD3 1.68 0.47
1:K:385:LYS:HA 1:K:410:PHE:HE2 1.79 0.47
1:G:288:VAL:HG21 1:G:322:LEU:CD1 2.45 0.47
1:F:494: THR:HG23 1:F:526:ILE:CG2 2.42 0.47
1:H:431:GLU:HG2 1:H:452:VAL:HG22 1.97 0.47
1:H:155:ILE:HD13 1:H:246: TYR:CE2 2.50 0.47
1:C:245:ARG:HH11 1:C:245:ARG:HG2 1.80 0.47
1:G:36:LYS:HD?2 1:G:562:TYR:CG 2.49 0.47
1:N:86:MSE:HE1 1:N:89:GLN:NE2 2.30 0.47
1:M:133:LEU:HD23 1:N:52:GLY:O 2.14 0.47
1:D:285:SER:HB3 1:D:470:VAL:HG21 1.97 0.47
1:1:166:ILE:HG21 1:I:172:LEU:HD12 1.97 0.47
1:K:23:LYS:C 1:K:24:LYS:HD2 2.35 0.47
1:B:459: THR:HG22 1:B:461:TYR:CE1 2.49 0.47
1:L:36:LYS:NZ 1:1:44:GLU:OE1 2.46 0.47
1:M:548:ASP:0OD2 1:M:551:ALA:HB2 2.15 0.47
1:D:23:LYS:HB3 1:D:23:LYS:HE2 1.63 0.47
1:K:239:MSE:HE1 1:K:252:ILE:HG12 1.97 0.47
1:D:41: THR:HG22 1:D:42:LEU:N 2.28 0.47
1:E:164:GLU:CG 1:E:258:ALA:HB2 2.44 0.47
1:J:354:ARG:NE 1:J:358:LEU:HD21 2.30 0.47
1:A:254:PHE:HE2 1:A:265:LEU:HD13 1.80 0.47
1:B:165:ARG:NH1 2:B:1581:NAP:O1N 2.47 0.47
1:J:59:LEU:O 1:J:59:LEU:HD12 2.15 0.47
1:1L:301:ARG:HG3 7:L:2040:HOH:O 2.15 0.47
1:E:61:GLN:HA 1:E:64:GLN:HE21 1.79 0.47
1:B:195:PRO:HD2 7:B:2015:HOH:O 2.15 0.47
1:K:135:ILE:HD12 1:K:135:ILE:N 2.30 0.47
1:F:90:ASP:OD1 1:F:131:ARG:NH1 2.48 0.47
1:0:396:GLY:O 1:0:426:ALA:O 2.32 0.47
1:D:369:HIS:ND1 1:D:370:CYS:O 2.41 0.47
1:B:23:LYS:HG2 1:B:24:LYS:N 2.30 0.47
1:K:404:LEU:HD13 1:K:433:LEU:HA 1.95 0.47
1:J:359:THR:HG22 1:J:362:LYS:CB 2.44 0.47
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1:K:420:SER:HA 2:K:1581:NAP:H1D 1.96 0.47
1:H:314:GLU:HB2 2:H:1581:NAP:O1N 2.15 0.47
1:1:74:ARG:HD3 1:J:125:LEU:HD21 1.96 0.47
1:K:315:ALA:O 1:K:319:ILE:HG13 2.14 0.47
1:C:354:ARG:HD2 1:C:356:ALA:N 2.30 0.47
1:1:61:GLN:HA 1:1:64:GLN:HE21 1.79 0.47
1:P:109:PRO:HA 1:P:113: THR:O 2.15 0.47
1:B:471:PHE:CE1 1:B:472:PRO:HG3 2.50 0.47
1:C:274:CYS:SG 1:C:478:VAL:HG11 2.55 0.47
1:0:575:GLU:O 1:0:578:LYS:HB3 2.15 0.47
1:E:41: THR:O 1:E:45:ARG:HG3 2.15 0.47
1:K:476:LEU:HB3 1:K:527:ALA:HB2 1.96 0.47
1:H:332:VAL:CG1 1:H:336:GLU:HB2 2.45 0.47
1:L:209:ASN:OD1 1:L:211: THR:HB 2.15 0.47
1:B:243: THR:HG21 1:B:273:TYR:CD2 2.50 0.47
1:A:359: THR:CG2 1:A:362:LYS:HG3 2.44 0.47
1:1:323:ILE:O 1:1:327:MSE:HG3 2.15 0.47
1:D:35:ASN:HD21 1:D:37:GLY:H 1.56 0.47
1:E:162:ASP:HA 1:E:202:MSE:HE1 1.98 0.47
1:N:88:LEU:HD13 1:N:96:PHE:HA 1.96 0.47
1:1:374:MSE:CE 1:1:379:ASP:HB3 2.44 0.47
1:0:317:LEU:HD23 1:0:343:MSE:HE1 1.96 0.47
1:0:33:HIS:HD2 1:0:93:GLU:OE2 1.98 0.47
1:L:152:GLU:HG2 1:1:196:HIS:O 2.15 0.47
1:0:145:THR:O 1:0:148:GLN:HB2 2.15 0.47
1:A:274:.CYS:SG 1:A:478:VAL:HG11 2.54 0.47
1:L:137:ILE:HA 1:L:234:LEU.-HD?22 1.97 0.46
1:L:420:SER:HA 2:L:1581:NAP:H1D 1.96 0.46
1:F:24:LYS:HG2 1:H:24:LYS:NZ 2.29 0.46
1:I.77:SER:HB2 1:1:80:ASP:0OD2 2.14 0.46
1:A:135:ILE:HB 1:A:203:LEU:HD23 1.97 0.46
1:L:60:GLY:O 1:L:64:GLN:HG3 2.15 0.46
1:C:359: THR:HG23 1:C:360:PRO:HD2 1.97 0.46
1:K:77:SER:O 1:K:81:ARG:HG3 2.14 0.46
1:K:556:GLN:HE21 1:K:556:GLN:CA 2.28 0.46
1:N:165:ARG:HD2 1:N:165:ARG:O 2.15 0.46
1:P:467:ASN:HB3 1:P:471:PHE:HD2 1.80 0.46
1:L:574:GLU:OE1 1:L:577:MSE:HE2 2.15 0.46
1:H:374:MSE:CE 1:H:379:ASP:HB3 2.44 0.46
1:P:158:ILE:HD12 1:P:242:VAL:HG11 1.97 0.46
1:H:433:LEU:HD13 1:H:433:LEU:C 2.35 0.46
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1:G:429: THR:HG22 1:G:431:GLU:H 1.79 0.46
1:N:104:ILE:HG23 1:N:105:GLU:N 2.30 0.46
1:C:89:GLN:HG3 1:C:96:PHE:CD2 2.50 0.46
1:G:202:MSE:CE 1:G:204:ASP:HA 2.46 0.46
1:D:504:GLU:HG3 1:D:508:GLN:HE21 1.78 0.46
1:F:78:ASP:HA 1:F:81:ARG:HH11 1.81 0.46
1:B:529:ARG:NH1 1:B:529:ARG:HG2 2.30 0.46
1:B:113:THR:CG2 1:B:114:PRO:HA 2.44 0.46
1:F:154:VAL:HG13 1:F:154:VAL:O 2.15 0.46
1:1:154:VAL:HG13 1:1:154:VAL:O 2.14 0.46
1:N:368:GLU:O 1:N:368:GLU:HG3 2.15 0.46
1:D:575:GLU:OE2 1:D:576:ALA:HB2 2.14 0.46
1:F:467:ASN:ND2 3:F:1582:0XL:02 2.48 0.46
1:N:184:LEU:HD22 1:N:198:CYS:HB3 1.96 0.46
1:0:328:GLN:CD 1:0:334:LYS:HD2 2.35 0.46
1:1:354:ARG:HG2 1:1:356:ALA:H 1.79 0.46
1:E:288:VAL:HG12 1:E:292:LEU:HD13 1.98 0.46
1:P:162:ASP:HA 1:P:202:MSE:CE 2.45 0.46
1:K:359: THR:HG22 1:K:362:LYS:CD 2.45 0.46
1:N:160: VAL:HG12 1:N:161: THR:N 2.30 0.46
1:K:58:PHE:N 1:K:58:PHE:CD1 2.83 0.46
1:1:321:ASN:HB2 7:L:2044:HOH:O 2.13 0.46
1:E:543: TYR:HA 1:E:544:PRO:C 2.35 0.46
1:E:476:LEU:O 1:E:480:SER:HB2 2.15 0.46
1:0:328:GLN:HE22 1:0:334:LYS:HD2 1.77 0.46
1:P:433:LEU:HG 1:P:443:PHE:CD1 2.50 0.46
1:}:239:MSE:HE1 1:F:252:ILE:HD13 1.97 0.46
1:0:428:CYS:HB2 1:0:432:GLN:HE21 1.80 0.46
1:D:381:VAL:HG13 1:D:407:MSE:HE1 1.97 0.46
1:B:381:VAL:CG1 1:B:407:MSE:HE1 2.46 0.46
1:C:533:GLU:OE1 1:C:536:ARG:NH1 2.48 0.46
1:C:161: THR:HG22 1:C:180:PRO:HG2 1.96 0.46
1:0:350:ILE:HD11 1:0:362:LYS:HD2 1.98 0.46
1:F:264:ARG:NH1 1:F:264:ARG:HG2 2.28 0.46
1:1L:152:GLU:HB3 1:L:155:ILE:HD11 1.98 0.46
1:H:98:LYS:HD3 1:H:560: THR:CG2 2.45 0.46
1:I1:70:LYS:HA 1:1:70:LYS:HD3 1.78 0.46
1:M:86:MSE:HE1 1:M:89:GLN:NE2 2.31 0.46
1:F:202:MSE:HE3 1:F:204:ASP:HA 1.98 0.46
1:P:407:MSE:O 1:P:411:ASN:HB2 2.15 0.46
1:M:24:LYS:HB2 1:M:24:LYS:HZ2 1.77 0.46
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1:0:177:MSE:CE 1:0:177:MSE:CA 2.91 0.46
1:J:108:MSE:N 1:J:109:PRO:CD 2.79 0.46
1:N:164:GLU:CG 1:N:258:ALA:HB2 2.40 0.46
1:G:44:GLU:O 1:G:48:.LEU:HB2 2.16 0.46
1:B:391:GLY:HA3 1:B:427:GLU:HG2 1.97 0.46
1:A:202:MSE:HE2 1:A:204:ASP:HA 1.97 0.46
1:F:108:MSE:HB3 1:F:109:PRO:HD3 1.97 0.46
1:A:89:GLN:HB2 1:A:96:PHE:CE1 2.51 0.46
1:B:192:GLY:HA3 1:B:557:VAL:HG13 1.96 0.46
1:K:179:1LE:HB 1:K:180:PRO:HD3 1.96 0.46
1:C:404:LEU:HD22 1:C:433:LEU:HD23 1.96 0.46
1:D:324:VAL:HG12 1:D:328:GLN:NE2 2.21 0.46
1:E:340:ARG:HH11 1:E:340:ARG:CG 2.29 0.46
1:1:314:GLU:HB2 2:L:1581:NAP:O1N 2.16 0.46
1:L:454:.LEU:.CD2 1:L:460:LEU:HG 2.42 0.46
1:A:215:ASP:OD1 1:A:216:PRO:HD?2 2.16 0.46
1:G:335:GLU:OE2 1:G:339:LYS:NZ 2.44 0.46
1:C:554:ARG:HH11 1:C:554:ARG:HG2 1.79 0.46
1:N:476:LEU:HB3 1:N:527:ALA:HB2 1.98 0.46
1:J:192:GLY:HA3 1:J:557:VAL:HG13 1.98 0.46
1:D:376:ASN:O 1:D:380:ILE:HG13 2.15 0.46
1:A:91:ARG:HB3 1:A:91:ARG:HE 1.49 0.46
1:P:376:ASN:O 1:P:380:ILE:HG13 2.15 0.46
1:G:123:TYR:HB3 1:G:175:TYR:CD2 2.51 0.46
1:A:188:THR:OG1 1:A:195:PRO:HG3 2.16 0.46
1:1:323:ILE:HG22 1:L:327:MSE:HE2 1.98 0.46
1:P:407:MSE:HG2 1:P:416:ILE:HD11 1.97 0.46
1:0:239:MSE:HE1 1:0:252:ILE:HG21 1.97 0.46
1:B:160:VAL:HG21 1:B:238:PHE:CE2 2.50 0.46
1:B:238:PHE:CE2 1:B:239:MSE:HE3 2.50 0.46
1:L:131:ARG:O 1:L:177:MSE:HE3 2.16 0.46
1:E:202:MSE:HE3 1:E:203:LEU:C 2.35 0.46
1:D:524:LEU:O 1:D:528:VAL:HG23 2.16 0.46
1:M:270:ARG:HG2 | 1:M:270:ARG:HH11 1.80 0.46
1:N:177:MSE:O 1:N:180:PRO:HD?2 2.16 0.46
1:C:108:MSE:HB3 1:C:109:PRO:HD3 1.97 0.46
1:B:332:VAL:HG12 1:B:333:SER:N 2.30 0.46
1:P:155:ILE:HB 1:P:246: TYR:CE2 2.51 0.46
1:D:458:GLN:HE21 1:D:460:LEU:HD21 1.80 0.46
1:K:543: TYR:HA 1:K:544:PRO:C 2.35 0.46
1:A:172:LEU:O 1:A:175:TYR:HB2 2.15 0.46
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1:P:385:LYS:HA 1:P:410:PHE:CE2 2.51 0.46
1:E:90:ASP:OD1 1:E:131:ARG:NH1 2.48 0.46
1:K:378:GLU:OE2 1:K:382:LYS:NZ 2.46 0.46
1:D:416:1ILE:CG1 1:D:433:LEU:HD21 2.39 0.46
1:M:92:ASN:ND2 1:M:92:ASN:C 2.58 0.46
1:K:410:PHE:CD1 1:K:410:PHE:N 2.84 0.46
1:B:578:LYS:O 1:B:578:LYS:HD2 2.15 0.46
1:0:92:ASN:ND2 1:0:92:ASN:C 2.69 0.46
1:C:284:ALA:HA 1:C:319:ILE:HG12 1.97 0.46
1:A:175:TYR:CE2 1:A:218:TYR:HA 2.51 0.46
1:N:69:LEU:HD22 1:N:106:ARG:HH12 1.79 0.46
1:M:516:LEU:HA 1:M:516:LEU:HD12 1.75 0.46
1:E:342: TRP:CD2 1:E:367:HIS:HD2 2.34 0.46
1:A:404:LEU:HD22 | 1:A:433:LEU:HD23 1.98 0.46
1:P:327:MSE:O 1:P:332:VAL:HG12 2.16 0.46
1:K:164:GLU:CG 1:K:258:ALA:HB2 2.38 0.46
1:G:254:PHE:HE2 1:G:265:LEU:HD13 1.81 0.46
1:E:283: THR:CG2 1:E:284:ALA:N 2.79 0.46
1:J:41: THR:CG2 7:J:2006:HOH:O 2.64 0.46
1:C:141:GLY:N 1:C:237:GLU:OE1 2.39 0.46
1:C:580:LYS:HG3 1:C:580:LYS:O 2.15 0.46
1:P:502:VAL:CG1 1:P:507:LEU:HD13 2.46 0.46
1:K:184:LEU:HD12 1:K:200:PRO:HB3 1.97 0.46
1:A:332:VAL:CG1 1:A:333:SER:N 2.79 0.46
1:B:35:ASN:ND2 1:B:37:GLY:H 2.14 0.46
1:G:177:-MSE:O 1:G:180:PRO:HD2 2.16 0.46
1:L:414:PRO:HD2 1:L:441:GLY:HA2 1.98 0.46
1:K:407:MSE:HG2 1:K:416:ILE:HD11 1.98 0.46
1:M:578:LYS:HZ1 1:M:580:LYS:CD 2.26 0.46
1:J:137:ILE:HA 1:J:234:LEU:HD22 1.97 0.46
1:1:222: ARG:HD2 1:L:580:LYS:CE 2.45 0.46
1:K:288:VAL:HG21 1:K:322:LEU:HB3 1.98 0.46
1:A:64:GLN:O 1:A:68:ILE:HG12 2.15 0.46
1:B:59:LEU:N 1:B:59:LEU:HD12 2.30 0.46
1:G:61:GLN:HA 1:G:64:GLN:HE21 1.80 0.46
1:K:454:LEU:CD1 1:K:454:LEU:N 2.79 0.46
1:H:351:VAL:HG12 1:H:369:HIS:HB3 1.97 0.46
1:K:516:LEU:O 1:K:519:ILE:HG22 2.16 0.46
1:B:222:ARG:HH11 1:B:222:ARG:HG3 1.80 0.46
1:D:159:VAL:HG23 1:D:184:LEU:HD21 1.98 0.46
1:J:47:GLN:NE2 1:J:566:VAL:HG13 2.31 0.46
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1:P:543: TYR:HA 1:P:544:PRO:C 2.36 0.46
1:B:120:CYS:O 1:B:175:TYR:HB3 2.16 0.46
1:F:103:ASP:HB3 1:F:107:PHE:CE1 2.50 0.46
1:A:476:LEU:HB3 1:A:527:ALA:HB2 1.97 0.46
1:P:524:.LEU:O 1:P:528:VAL:HG23 2.15 0.46
1:P:580:LYS:HB3 1:P:580:LYS:HE2 1.58 0.45
1:H:386:PRO:CG 1:H:407:MSE:HE1 2.33 0.45
1:0:381:VAL:HG13 1:0:407:MSE:CE 2.41 0.45
1:C:38:MSE:SE 1:C:55:PRO:HG2 2.66 0.45
1:C:132:GLY:HA2 1:C:200:PRO:HG2 1.98 0.45
1:P:572:TRP:C 1:P:573:PRO:O 2.54 0.45
1:1:108: MSE:N 1:1:109:PRO:CD 2.79 0.45
1:B:415:ILE:CG1 1:B:442:1LE:HD12 2.46 0.45
1:0:74:ARG:HD3 1:P:125:LEU:HD21 1.98 0.45
1:K:38:MSE:SE 1. K:57:CYS:SG 3.24 0.45
1:G:36:LYS:HD3 1:G:562:TYR:HB3 1.98 0.45
1:G:257:PHE:O 1:G:314:GLU:OE2 2.35 0.45
1:F:184:LEU:HD12 1:F:200:PRO:HB3 1.97 0.45
1:G:502:VAL:HG12 | 1:G:507:LEU:HD13 1.98 0.45
1:C:165:ARG:HD2 1:C:165:ARG:O 2.15 0.45
1:I:117:GLY:O 1:I:121:GLN:HG3 2.16 0.45
1:E:184:LEU:HD22 1:E:198:CYS:HB3 1.98 0.45
1:H:145: THR:HA 1:H:148: GLN:NE2 2.30 0.45
1:K:470:VAL:HG13 | 1:K:494:THR:HG21 1.97 0.45
1:L:296:ARG:O 1:1L:299:LYS:HE3 2.15 0.45
1:F:291:LEU:HD21 1:F:388:VAL:HG11 1.98 0.45
1:G:133:LEU:HB2 1:G:199:LEU:HD11 1.98 0.45
1:1:369:HIS:ND1 1:1:370:CYS:N 2.63 0.45
1:C:41: THR:CG2 1:C:43:GLU:H 2.30 0.45
1:1:322:LEU:HD23 1:1:322:.LEU:HA 1.76 0.45
1:A:322:LEU:HD23 1:A:322:LEU:HA 1.75 0.45
7:J:2027:HOH:O 1:K:580:LYS:HD2 2.15 0.45
1:N:202:MSE:HE1 1:N:204:ASP:HA 1.99 0.45
1:A:229:GLN:HA 1:A:229:GLN:HE21 1.81 0.45
1:A:91:ARG:HB2 1:B:129:ARG:HH12 1.81 0.45
1:H:35:ASN:ND2 1:H:37:GLY:H 2.14 0.45
1:E:309:PHE:HB2 1:E:343:MSE:HG2 1.98 0.45
1:C:433:LEU:O 1:C:437.: THR:HG23 2.17 0.45
1:P:389:LEU:HD22 1:P:399:PHE:CZ 2.51 0.45
1:C:23:LYS:O 1:C:24:LYS:HG3 2.16 0.45
1:M:324:VAL:HA 1:M:327:MSE:HE3 1.97 0.45
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1:K:64:GLN:HB3 1:K:95:LEU:HD21 1.97 0.45
1:1L:354:ARG:NE 1:L:358:LEU:HD21 2.32 0.45
1:1:163:GLY:HA2 1:1:166:1LE:HD11 1.97 0.45
1:H:108:MSE:N 1:H:109:PRO:CD 2.78 0.45
1:L:578:LYS:HB3 1:L:578:LYS:HE?2 1.82 0.45
1:G:152:GLU:OE2 1:G:154:VAL:HG13 2.17 0.45
1:A:156:LYS:HD3 1:A:479:1ILE:HG23 1.98 0.45
1:A:214:LYS:HD3 7:A:2015:HOH:O 2.15 0.45
1:A:33:HIS:HD2 1:A:93:GLU:OE2 1.97 0.45
1:L:117:GLY:O 1:L:121:GLN:HG3 2.15 0.45
1:F:36:LYS:CD 1:F:562: TYR:HB3 2.47 0.45
1:M:427:GLU:O 1:M:428:CYS:HB3 2.17 0.45
1:A:194:LYS:HA 1:A:195:PRO:HD3 1.87 0.45
1:D:184:LEU:O 1:D:187:TYR:HB2 2.17 0.45
1:D:543: TYR:HA 1:D:544:PRO:C 2.36 0.45
1:K:376:ASN:O 1:K:380:ILE:HG13 2.16 0.45
1:N:253:GLN:NE2 1:N:255:GLU:OE1 2.47 0.45
1:M:543: TYR:HA 1:M:544:PRO:C 2.36 0.45
1:1:136: THR:CG2 1:I:221:LEU:HD11 2.47 0.45
1:M:136: THR:OG1 1:M:221:LEU:HD11 2.17 0.45
1:C:42:LEU:O 1:C:46:GLN:HG3 2.16 0.45
1:A:466:ASN:HA 2:A:1581:NAP:N7N 2.20 0.45
1:A:316:ALA:HB1 1:A:343:MSE:HE2 1.96 0.45
1:N:572: TRP:C 1:N:573:PRO:O 2.54 0.45
1:M:378:GLU:OE1 1:M:382:LYS:HE2 2.15 0.45
1:N:44:GLU:O 1:N:48:LEU:HB2 2.15 0.45
1:1:120:CYS:O 1:L:175:TYR:HB3 2.16 0.45
1:M:88:LEU:CD1 1:M:96:PHE:HA 2.46 0.45
1:M:36:LYS:HE2 1:M:40:PHE:CD2 2.52 0.45
1:C:204:ASP:HA 7:C:2026:HOH:O 2.16 0.45
1:M:161: THR:HA 1:M:257:PHE:CE1 2.52 0.45
1:C:174:CYS:SG 1:C:219:ILE:CD1 3.04 0.45
1:H:543:TYR:HA 1:H:544:PRO:C 2.37 0.45
1:G:136:THR:HG23 | 1:G:221:LEU:HD11 1.99 0.45
1:D:328:GLN:HA 1:D:332:VAL:O 2.17 0.45
1:K:467:ASN:N 2:K:1581:NAP:H72N 2.15 0.45
1:F:350:ILE:HG22 1:F:350:1ILE:O 2.17 0.45
1:A:429: THR:HG22 1:A:430:ALA:H 1.82 0.45
1:P:98:LYS:HD3 1:P:560: THR:CG2 2.47 0.45
1:G:77:SER:HB2 1:G:80:ASP:0OD2 2.17 0.45
1:A:401:GLN:HG2 1:A:436:TYR:CZ 2.51 0.45
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1:P:162:ASP:HA 1:P:202:MSE:HE1 1.98 0.45
1:G:64:GLN:NE2 1:G:562:TYR:OH 2.50 0.45
1:0:340:ARG:HG2 1:0:340:ARG:NH1 2.32 0.45
1:A:82:TYR:CE2 1:A:86:MSE:HG3 2.51 0.45
1:P:276:PHE:HB2 1:P:281:GLN:OE1 2.17 0.45
1:D:435:LYS:HE3 1:D:436:TYR:CE1 2.52 0.45
1:B:535:TYR:HE2 1:B:549:LEU:HD21 1.81 0.45
1:L:300:ASN:OD1 1:L:305:HIS:HE1 1.99 0.45
1:C:494: THR:CG2 1:C:526:1ILE:HD12 2.25 0.45
1:A:469:TYR:OH 1:A:516:LEU:HD12 2.17 0.45
1:L:454:LEU:HD22 1:L:454:LEU:H 1.81 0.45
1:J:402:GLN:HG3 7:J:2041:HOH:O 2.17 0.45
1:K:245:ARG:HG2 1:K:245:ARG:NH1 2.32 0.45
1:K:359:THR:HG22 1:K:362:LYS:CG 2.47 0.45
1:0:571: THR:HG23 1:0:572: TRP:N 2.32 0.45
1:D:429: THR:H 1:D:432:GLN:NE2 2.15 0.45
1:0:120:CYS:O 1:0:175:TYR:HB3 2.16 0.45
1:N:309:PHE:HB2 1:N:343:MSE:HG2 1.98 0.45
1:L:243: THR:HG21 1:L:273:TYR:HD2 1.81 0.45
1:P:222:ARG:HH11 1:P:222:ARG:HG3 1.82 0.45
1:C:32:PRO:HD?2 1:D:30:ARG:NH2 2.32 0.45
1:E:260:ALA:O 1:E:264:ARG:HG2 2.16 0.45
1:H:412:LYS:O 1:H:413:ARG:HD2 2.17 0.45
1:D:90:ASP:0OD2 1:D:131:ARG:NH1 2.50 0.45
1:N:138:HIS:NE2 1:N:223:HIS:CE1 2.83 0.45
1:J:429:THR:HG22 1:J:431:GLU:N 2.30 0.45
1:J:61:GLN:HE21 1:J:98:LYS:HE?2 1.82 0.45
1:P:454:LEU:HD21 1:P:460:LEU:CD1 2.44 0.45
1:N:350:ILE:HG23 1:N:358:LEU:CD1 2.47 0.45
1:H:427:GLU:CD 1:H:427:GLU:H 2.19 0.45
1:L:68:ILE:HD13 7:L:2009:HOH:O 2.17 0.45
1:C:312:ALA:CB 1:C:362:LYS:HE2 2.47 0.45
1:C:252:ILE:HD12 1:C:252:ILE:N 2.32 0.45
1:F:33:HIS:HD2 1:}:93:GLU:OE2 2.00 0.45
1.E:112:TYR:CG 1:E:186:LEU:HD11 2.52 0.45
1:N:493: THR:HG23 1:N:529:ARG:NH1 2.32 0.45
1:A:456:SER:HB3 7:A:2023:HOH:O 2.16 0.45
1:1:399:PHE:HB2 1:1:428:CYS:HB3 1.98 0.45
1:A:470:VAL:HG13 | 1:A:494:THR:HG21 1.99 0.45
1:A:136: THR:CG2 1:A:137:ILE:N 2.80 0.45
1:H:61:GLN:O 1:H:65:VAL:HG23 2.17 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:K:314:GLU:HB2 2:K:1581:NAP:O1N 2.17 0.45
1:1:359: THR:HG22 1:1:362:LYS:HG3 1.98 0.45
1:K:288:VAL:HG12 1:K:292:LEU:HD22 1.98 0.45
1:0:357:SER:C 1:0:358:LEU:HD12 2.35 0.45
1:0:189:ALA:O 1:0:520:GLN:NE2 2.41 0.45
1:1:376:ASN:O 1:1:380:ILE:HG13 2.16 0.45
1:1:442:1LE:HG22 1:L:512:LEU:HD11 1.99 0.45
1:P:132:GLY:HA2 1:P:200:PRO:HG2 1.98 0.45
1:H:483:LEU:HD12 1:H:539: THR:HB 1.99 0.45
1:D:160:VAL:HG11 1:D:238:PHE:CZ 2.51 0.45
1:L:137:ILE:HB 1:1L:205:VAL:HG12 1.98 0.45
1:H:359: THR:HG23 1:H:361:GLU:N 2.31 0.45
1:M:578:LYS:NZ 1:M:580:LYS:CA 2.79 0.45
1:J:319:ILE:O 1:J:323:ILE:HG13 2.17 0.45
1:H:284:ALA:O 1:H:288:VAL:HG23 2.17 0.45
1:N:108:MSE:N 1:N:109:PRO:CD 2.80 0.45
1:A:270:ARG:HH11 1:A:270:ARG:HG2 1.81 0.45
1:G:528:VAL:CG1 1:G:532:LYS:HE?2 2.47 0.45
1:1L:183:LYS:NZ 1:L:467:ASN:ND2 2.65 0.45
1:M:529:ARG:NH1 1:M:529:ARG:HG2 2.32 0.45
1:C:556:GLN:CA 1:C:556:GLN:HE21 2.29 0.45
1:E:343:MSE:HE3 1:E:365:PHE:CG 2.51 0.45
1:L:285:SER:HB3 1:1:470:VAL:HG21 1.98 0.45
1:G:454:LEU:HB3 1:G:455:PRO:HD2 1.99 0.45
1:H:327:MSE:HE1 1:H:337:ALA:O 2.17 0.44
1:E:305:HIS:O 1:E:340:ARG:NH1 2.50 0.44
1:0:146:MSE:HE3 1:P:51:HIS:NE2 2.31 0.44
1:P:61:GLN:HE21 1:P:98:LYS:HE3 1.82 0.44
1:1:533:GLU:HG3 1:1:537:ASN:HD21 1.80 0.44
1:D:529:ARG:HD?2 1:D:529:ARG:HA 1.81 0.44
1:H:324:VAL:HG12 1:H:328:GLN:HE21 1.81 0.44
1:N:494: THR:HG23 1:N:526:ILE:HD13 1.98 0.44
1:G:335:GLU:HG3 1:G:336:GLU:N 2.33 0.44
1:K:209:ASN:OD1 1:K:211:THR:HB 2.17 0.44
1:M:132: GLY:HA2 1:M:200:PRO:HG2 1.98 0.44
1:M:162:ASP:O 1:M:225:ARG:NH2 2.39 0.44
1:M:368:GLU:HG3 7:M:2044:HOH:O 2.17 0.44
1:K:220:GLY:HA2 1:L:56:PRO:HG2 1.98 0.44
1:E:420:SER:HA 2:E:1581:NAP:H1D 1.99 0.44
1:P:429:THR:CG2 1:P:430:ALA:N 2.80 0.44
1:A:42:LEU:CD2 1:.C:577:MSE:HE3 2.36 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:G:303:SER:O 1:G:340:ARG:CZ 2.66 0.44
1:J:476:LEU:HD23 1:J:476:LEU:O 2.18 0.44
1:C:322:LEU:HD21 1:C:492:LEU:HB2 2.00 0.44
1:B:332:VAL:HG13 1:B:336:GLU:HB3 1.98 0.44
1:0:572:TRP:C 1:0:573:PRO:O 2.55 0.44
1:K:331:GLY:HA3 1:0:300:ASN:HA 1.98 0.44
1:K:24:LYS:N 1:K:24:LYS:HD2 2.32 0.44
1:P:33:HIS:HD2 1:P:93:GLU:OE2 2.00 0.44
1:B:276:PHE:HB2 1:B:281:GLN:OE1 2.16 0.44
1:0:327:MSE:HE1 1:0:341:ILE:CD1 2.47 0.44
1:K:154:VAL:C 1:K:155:ILE:HD12 2.37 0.44
1:M:95:LEU:O 1:M:99:VAL:HG23 2.17 0.44
1:C:133:LEU:HB2 1:C:199:LEU:HD11 1.98 0.44
1:J:401:GLN:O 1:J:405:GLN:HB2 2.18 0.44
1:B:162:ASP:C 1:B:202:MSE:HE1 2.37 0.44
1:A:378:GLU:HA 1:A:403:ILE:HD13 1.99 0.44
1:B:92: ASN:ND2 1:B:92:ASN:C 2.70 0.44
1:0:94:LYS:HD3 1:0:558: TYR:OH 2.18 0.44
1:A:261:ASN:OD1 1:A:264:ARG:NH1 2.49 0.44
1:G:33:HIS:HD2 1:G:93:GLU:OE2 2.00 0.44
1:M:222:ARG:HH11 | 1:M:222:ARG:HG3 1.83 0.44
1:P:429:THR:HG23 7:P:2064:HOH:O 2.17 0.44
1:1:466:ASN:HA 2:L:1581:NAP:N7N 2.24 0.44
1:D:284:ALA:HA 1:D:319:ILE:HG12 2.00 0.44
1:F:227:ARG:HD3 7:F:2045:HOH:O 2.16 0.44
1:D:61:GLN:HE22 1:D:560: THR:HG23 1.83 0.44
1:B:38%:LEU:CD1 1:B:407:MSE:HE3 2.44 0.44
1:F:92:ASN:C 1:F:92:ASN:ND2 2.68 0.44
1:B:332:VAL:CG1 1:B:333:SER:N 2.80 0.44
1:0:110:ILE:O 1:0:115:THR:HB 2.18 0.44
1:N:470:VAL:O 1:N:474:VAL:HG23 2.17 0.44
1:D:401:GLN:HG3 1:D:436: TYR:CD1 2.53 0.44
1:C:192:GLY:HA3 1:C:557:VAL:HG13 2.00 0.44
1:H:104:ILE:HG23 1:H:105:GLU:N 2.31 0.44
1:M:30:ARG:O 1:N:30:ARG:HD3 2.16 0.44
1:P:35:ASN:ND2 1:P:37:GLY:H 2.14 0.44
1:C:261:ASN:O 1:C:265:LEU:HG 2.18 0.44
1:0:429: THR:H 1:0:432:GLN:HG3 1.83 0.44
1:L:35:ASN:HD21 1:L:37:GLY:H 1.60 0.44
1:E:283: THR:HG23 1:E:284:ALA:N 2.33 0.44
1:F:23:LYS:C 1:F:24:LYS:HD2 2.38 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

1:A:284:ALA:O 1:A:288:VAL:HG23 2.17 0.44
1:K:284:ALA:HA 1:K:319:ILE:HG12 1.98 0.44
1:K:284:ALA:HB1 1:K:322:LEU:HB2 1.99 0.44
1:K:429: THR:HG23 1:K:449:PHE:CD2 2.52 0.44
1:N:415:ILE:HG12 1:N:442:1ILE:HD12 1.99 0.44
1:P:227:ARG:HG3 1:P:227:ARG:NH1 2.31 0.44
1:0:285:SER:HB3 1:0:470:VAL:HG21 1.99 0.44
1:C:154:VAL:HG13 1:C:154:VAL:O 2.17 0.44
1:P:340:ARG:NH1 1:P:340:ARG:HG2 2.32 0.44
1:B:100:LEU:HD21 1:B:111:VAL:HG21 1.99 0.44
1:A:57:CYS:HB3 1:B:219:ILE:O 2.18 0.44
1:K:188:THR:OG1 1:K:195:PRO:HG3 2.17 0.44
1:K:300:ASN:HD22 1:K:304:ASP:HB2 1.82 0.44
1:P:136: THR:CG2 1:P:137:ILE:N 2.80 0.44
1:H:359: THR:CG2 1:H:361:GLU:HB2 2.48 0.44
1:0:158:ILE:HG12 1:0:199:LEU:HB3 1.99 0.44
1:A:358:LEU:CD2 1:A:363:GLU:HG3 2.39 0.44
1:0:41: THR:HG21 7:0:2006:HOH: O 2.18 0.44
1:B:301:ARG:HH11 1:B:301:ARG:CB 2.26 0.44
1:L:41:THR:CG2 1:L:42:LEU:N 2.81 0.44
1:G:467:ASN:HB3 1:G:471:PHE:HD2 1.83 0.44
1:C:92:ASN:C 1:C:92:ASN:ND2 2.71 0.44
1:L:61:GLN:HG3 1:L:562: TYR:CE1 2.52 0.44
1:J:33:HIS:HD2 1:J:93:GLU:OE1 1.98 0.44
1:N:401:GLN:HG2 1:N:436:TYR:CZ 2.53 0.44
1:C:556:GLN:CA 1:C:556:GLN:NE2 2.80 0.44
1:0:471:PHE:CD1 1:0:472:PRO:HD3 2.52 0.44
1:E:184:LEU:O 1:E:187:TYR:HB2 2.18 0.44
1:1:165:ARG:NH?2 1:1:279:ASP:OD1 2.48 0.44
1:B:572: TRP:C 1:B:573:PRO:O 2.54 0.44
1:F:324:VAL:O 1:F:328:GLN:HG3 2.18 0.44
1:C:172:LEU:O 1:C:175: TYR:HB2 2.17 0.44
1:B:433:LEU:C 1:B:433:LEU:HD13 2.37 0.44
1:F:429: THR:HG23 1:F:449:PHE:CE2 2.53 0.44
1:M:578:LYS:HZ1 1:M:580:LYS:CB 2.22 0.44
1:E:133:LEU:HB3 1:E:201:VAL:HG22 1.98 0.44
1:G:399:PHE:CD1 1:G:399:PHE:N 2.86 0.44
1:C:533:GLU:HG3 1:C:537:ASN:HD21 1.83 0.44
1:C:507:LEU:HD12 1:C:507:LEU:HA 1.79 0.44
1:G:61:GLN:NE2 1:G:98:LYS:HD3 2.33 0.44
1:B:188: THR:HG21 1:B:195:PRO:HG3 2.00 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

1:E:476:LEU:HB3 1:E:527:ALA:HB2 1.98 0.44
1:A:172:LEU:HA 1:A:212:LEU:HD11 2.00 0.44
1:K:159:VAL:HG23 | 1:K:184:LEU:HD21 2.00 0.44
1:I:110:ILE:O 1:I:115:THR:HB 2.18 0.44
1:L:266:LEU:O 1:L:270:ARG:HB2 2.18 0.44
1:A:151:PRO:HG2 1:A:152:GLU:OE1 2.17 0.44
1:0:284:ALA:HA 1:0:319:ILE:HG12 2.00 0.44
1:1:401:GLN:HG3 1:1:402:GLN:NE2 2.33 0.44
1:0:160:VAL:HG12 1:0:161: THR:N 2.32 0.44
1:0:36:LYS:HD2 1:0:562:TYR:CG 2.53 0.44
1:F:227:ARG:CG 1:F:227:ARG:NH1 2.79 0.44
1:D:152:GLU:OE1 1:D:196:HIS:NE2 2.51 0.44
1:1:401:GLN:HB2 1:L:436:TYR:CG 2.53 0.44
1:B:165:ARG:O 1:B:256:ASP:HB3 2.17 0.44
1:.C:177:MSE:HG2 1:C:202:MSE:CG 2.47 0.44
1:1:578:LYS:HE3 1:1:580:LYS:HB2 2.00 0.44
1:J:381:VAL:HG13 1:J:407:MSE:HE1 2.00 0.44
1:C:351:VAL:O 1:C:354:ARG:HB2 2.18 0.44
1:L:172:LEU:O 1:L:175:TYR:HB2 2.18 0.44
1:H:123:TYR:HB3 1:H:175: TYR:CD2 2.52 0.44
1:L:399:PHE:HB?2 1:1:428:CYS:HB3 2.00 0.44
1:1:401:GLN:HB2 1:1:436: TYR:CD1 2.53 0.44
1:N:50:ILE:HA 1:N:53:LEU:HD12 1.99 0.44
1:P:264:ARG:HG3 1:P:265:LEU:N 2.31 0.44
1:K:66:TYR:C 1:K:66:TYR:CD1 2.91 0.44
1:P:274:CYS:SG 1:P:478:VAL:HG11 2.58 0.44
1:P:516:LEU:O 1:P:519:ILE:HG22 2.18 0.44
1:K:137:ILE:HD13 1:K:226:ILE:HB 2.00 0.44
1:L:138:HIS:NE2 1:1:223:HIS:HE1 2.16 0.44
1:E:433:LEU:CD1 1:E:443:PHE:HB2 2.47 0.44
1:P:433:LEU:C 1:P:433:LEU:HD13 2.38 0.44
1:A:570: TYR:CE2 1:D:142:HIS:CG 3.06 0.44
1:0:41:THR:CG2 1:0:42:LEU:N 2.80 0.44
1:J:312:ALA:HB3 1:J:362:LYS:HE?2 1.98 0.44
1:E:315:ALA:O 1:E:319:ILE:HG13 2.17 0.44
1:F:46:GLN:OE1 1:H:569:SER:HA 2.18 0.44
1:M:145:THR:O 1:M:148:GLN:HB2 2.17 0.44
1:G:327:MSE:HE2 1:G:337:ALA:HA 2.00 0.44
1:J:184:LEU:O 1:J:187:TYR:HB2 2.17 0.44
1:F:327:MSE:HE1 1:F:337:ALA:O 2.17 0.44
1:G:572:TRP:O 1:G:577:MSE:HE2 2.18 0.44
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:315:ALA:O 1:G:319:ILE:HG13 2.18 0.44
1:D:120:CYS:O 1:D:175:TYR:HB3 2.18 0.44
1:N:471:PHE:CG 1:N:472:PRO:HD3 2.52 0.44
1:H:296:ARG:O 1:H:299:LYS:NZ 2.51 0.44
1:0:154:VAL:HG22 1:0:154:VAL:O 2.18 0.44
1:1:162:ASP:C 1:1:162:ASP:OD1 2.57 0.44
1:G:493: THR:HG23 1:G:529:ARG:NH1 2.33 0.44
1:G:251:LEU:HD23 1:G:274:.CYS:SG 2.58 0.44
1:B:324:VAL:HG12 1:B:328: GLN:HE21 1.83 0.44
1:H:394:ALA:HA 1:H:420:SER:HB3 1.99 0.44
1:A:342: TRP:CE2 1:A:384:ILE:HD12 2.53 0.44
1:E:77:SER:HB3 1:E:80:ASP:0OD2 2.18 0.44
1:B:24:LYS:CD 1:D:24:LYS:NZ 2.81 0.43
1:L:108: MSE:N 1:1L:109:PRO:CD 2.81 0.43
1:F:350:ILE:CD1 1:F:362:LYS:HD3 2.43 0.43
1:D:152:GLU:HB3 1:D:155:1LE:HD11 2.00 0.43
1:L:42:LEU:O 1:1L:46:GLN:HG3 2.17 0.43
1:1:416:ILE:CG1 1:I:433:LEU:HD21 2.46 0.43
1:N:270:ARG:NH1 1:N:270:ARG:HG2 2.30 0.43
1:M:478:VAL:HG13 1:M:483:LEU:HB3 2.00 0.43
1:G:471:PHE:CG 1:G:472:PRO:HD3 2.53 0.43
1:F:108:MSE:HE2 1:F:190:CYS:SG 2.58 0.43
1:B:123:TYR:HB3 1:B:175:TYR:CD2 2.53 0.43
1:F:100:LEU:HD23 1:F:107:PHE:HB3 1.99 0.43
1:M:33:HIS:HD2 1:M:93:GLU:OE2 2.00 0.43
1:F:354:ARG:HG2 1:F:356:ALA:H 1.81 0.43
1:M:164:GLU:HG2 1:M:258:ALA:HB2 1.99 0.43
1:1:334:LYS:O 1:1:338:ILE:HG13 2.18 0.43
1:K:74:ARG:HD3 1:L:125:LEU:HD11 2.00 0.43
1:N:389:LEU:HD22 1:N:399:PHE:CZ 2.52 0.43
1:G:136: THR:CG2 1:G:137:ILE:N 2.81 0.43
1:J:314:GLU:HB2 2:J:1581:NAP:O1N 2.18 0.43
1:H:160: VAL:HG21 1:H:238:PHE:CE2 2.52 0.43
1:B:165:ARG:O 1:B:165:ARG:NE 2.49 0.43
1:J:24:LYS:CD 1:1L:24:LYS:HD2 2.48 0.43
1:K:359: THR:HG22 1:K:362:LYS:HG3 2.00 0.43
1:F:554:ARG:HG2 1:F:554:ARG:NH1 2.32 0.43
1:A:165:ARG:O 1:A:256:ASP:HB3 2.18 0.43
1:H:157:ALA:HB2 1:H:479:ILE:HD11 1.99 0.43
1:N:557:VAL:HG12 1:N:558: TYR:N 2.33 0.43
1:N:85:LEU:HD12 1:N:110:ILE:CG2 2.48 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)

1:F:284:ALA:HA 1:F:319:ILE:HG12 2.00 0.43
1:E:132:GLY:CA 1:E:200:PRO:HG2 2.47 0.43
1:C:174:CYS:HB2 1:C:220:GLY:HA3 1.99 0.43
1:E:412:LYS:O 1:E:413:ARG:HD?2 2.18 0.43
1:P:530:ILE:HG12 7:P:2072:HOH:O 2.19 0.43
1:J:516:LEU:H 1:J:516:LEU:HD22 1.82 0.43
1:H:268:LYS:HG2 1:H:269: TYR:CE2 2.52 0.43
1:0:327:MSE:HE1 1:0:341:ILE:HD11 2.00 0.43
1:C:404:LEU:HD13 1:C:433:LEU:HA 2.00 0.43
1:B:41: THR.CG2 1:B:42:LEU:N 2.81 0.43
1:K:196:HIS:HB2 7:K:2017:HOH:O 2.18 0.43
1:D:359: THR:HG23 1:D:360:PRO:CD 2.44 0.43
1:1:41: THR:CG2 1:1:42:LEU:N 2.81 0.43
1:K:322:LEU:HD21 1:K:492:LEU:HB2 2.00 0.43
1:0:165:ARG:C 1:0:165:ARG:HD2 2.39 0.43
1:H:156:LYS:HD2 1:H:197:GLN:OE1 2.19 0.43
1:H:266:LEU:O 1:H:270:ARG:HB2 2.18 0.43
1:K:172:LEU:O 1:K:175:TYR:HB2 2.18 0.43
1:1:374:MSE:HE1 1:1:379:ASP:HB3 1.99 0.43
1:H:98:LYS:HD3 1:H:560: THR:HG21 2.00 0.43
1:B:166:ILE:HG21 1:B:172:LEU:HD12 2.01 0.43
1:1:529:ARG:HH11 1:1:529:ARG:HG3 1.82 0.43
1:P:82:TYR:CE2 1:P:86:MSE:HG3 2.53 0.43
1:C:413:ARG:HD2 7:C:2047:HOH:O 2.18 0.43
1:B:171:ASP:0D2 1:B:225:ARG:HD2 2.19 0.43
1:0:104:ILE:CG1 1:0:108:MSE:CE 2.92 0.43
1:F:428:CYS:HA 1:F:432:GLN:HE22 1.84 0.43
1:B:23:LYS:HG2 1:B:24:LYS:H 1.82 0.43
1:H:322:LEU:HD23 1:H:322:LEU:HA 1.88 0.43
1:D:573:PRO:O 1:D:577:MSE:HE2 2.19 0.43
1:1L:483:LEU:CD1 1:L:539: THR:HB 2.44 0.43
1:J:507:LEU:HD13 1:J:511:ARG:O 2.18 0.43
1:B:428:CYS:CB 1:B:432:GLN:HE21 2.31 0.43
1:K:245:ARG:NH1 7:K:2015:HOH:O 2.50 0.43
1:B:303:SER:HB2 1:B:332:VAL:HG21 1.98 0.43
1:P:38:MSE:HE3 5:P:1589:CL:CL 2.55 0.43
1:A:229:GLN:NE2 1:A:229:GLN:CA 2.81 0.43
1:G:375:LYS:HB2 1:G:375:LYS:HE3 1.89 0.43
1:J:374:MSE:CE 1:J:379:ASP:HB3 2.49 0.43
1:G:334:LYS:O 1:G:338:ILE:HG13 2.18 0.43
1:N:245:ARG:HG2 1:N:246: TYR:CD2 2.52 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:136: THR:HB 1:F:139:ASP:0OD2 2.18 0.43
1:F:177:MSE:HE2 1:F:180:PRO:HD2 2.01 0.43
1:B:98:LYS:HD3 1:B:560: THR:HG23 1.99 0.43
1:1:165:ARG:NH?2 2:L:1581:NAP:O1N 2.50 0.43
1:A:429: THR:CG2 1:A:430:ALA:H 2.30 0.43
1:D:155:1ILE:HD13 1:D:246:TYR:CZ 2.53 0.43
1:D:98:LYS:HD3 1:D:560: THR:HG23 1.99 0.43
1:A:104:ILE:HD11 1:A:108:MSE:CE 2.48 0.43
1:C:166:1LE:HG23 1:C:179:ILE:HG13 2.00 0.43
1:B:429: THR:H 1:B:432:GLN:HE21 1.66 0.43
1:A:401:GLN:HG2 1:A:436: TYR:CD1 2.53 0.43
1:K:387:THR:HG22 1:K:411:ASN:OD1 2.18 0.43
1:P:177:MSE:HE?2 1:P:202:MSE:HB3 2.00 0.43
1:0:78:ASP:HA 1:0:81:ARG:NH1 2.34 0.43
1:H:194:LYS:HD2 1:H:197:GLN:HE22 1.83 0.43
1:A:91:ARG:HB2 1:B:129:ARG:NH1 2.34 0.43
1:E:529:ARG:HG2 1:E:529:ARG:HH11 1.82 0.43
1:C:471:PHE:CG 1:C:472:PRO:HD3 2.54 0.43
1:A:406:ASP:HB3 1:A:410:PHE:CZ 2.54 0.43
1:P:388:VAL:HG22 1:P:415:ILE:HB 2.00 0.43
1:C:63:ALA:O 1:C:66:TYR:HB3 2.18 0.43
1:0:494: THR:HG23 1:0:526:1LE:HD13 2.00 0.43
1:L:374:MSE:HE1 1:1:379:ASP:C 2.39 0.43
1:F:188: THR:OG1 1:F:195:PRO:HG3 2.17 0.43
1:0:515:PRO:HG2 5:0:1588:CL:CL 2.56 0.43
1:E:215:ASP:O 1:E:222:ARG:NH2 2.49 0.43
1:B:136: THR:CG2 1:B:221:LEU:HD11 2.45 0.43
1:E:137:ILE:HA 1:E:234:LEU:CD2 2.47 0.43
1:0:137:ILE:HA 1:0:234:LEU:HD22 1.99 0.43
1:B:352:LYS:CE 1:B:353:GLY:N 2.80 0.43
1:N:578:LYS:HE3 1:N:580:LYS:HB2 2.01 0.43
1:N:322:LEU:HD23 1:N:322:LEU:HA 1.83 0.43
1:0:71:ASN:OD1 1:P:125:LEU:HD23 2.19 0.43
1:F:420:SER:HA 2:F:1581:NAP:H1D 2.01 0.43
1:H:309:PHE:HB2 1:H:343:MSE:HG?2 2.01 0.43
1:N:86:MSE:CE 1:N:89:GLN:NE2 2.81 0.43
1:K:120:CYS:O 1:K:175:TYR:HB3 2.19 0.43
1:C:174:CYS:HB3 1:C:219:ILE:HD12 2.00 0.43
1:N:117:GLY:O 1:N:121:GLN:HG3 2.18 0.43
1:E:445:SER:HG 1:E:449:PHE:HD1 1.61 0.43
1:C:117:GLY:O 1:C:121:GLN:HG3 2.18 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)

1:K:104:ILE:O 1:K:108: MSE:HB2 2.18 0.43
1:H:442:1LE:HG22 1:H:512:LEU:HD11 2.01 0.43
1:G:26:TYR:HE1 1:G:30:ARG:NH1 2.17 0.43
1:J:570: TYR:OH 1:K:139:ASP:HB3 2.19 0.43
1:A:132:GLY:CA 1:A:200:PRO:HG2 2.48 0.43
1:A:394:ALA:HB2 2:A:1581:NAP:O3D 2.18 0.43
1:D:135:ILE:HB 1:D:203:LEU:HD23 1.99 0.43
1:B:467:ASN:O 1:B:470:VAL:N 2.41 0.43
1:K:165:ARG:C 1:K:165:ARG:HD?2 2.39 0.43
1:N:536:ARG:CG 1:N:536:ARG:HH11 2.32 0.43
1:C:174:CYS:SG 1:C:219:ILE:HD12 2.58 0.43
1:P:340:ARG:HG2 1:P:340:ARG:HH11 1.83 0.43
1:P:516:LEU:HD12 1:P:516:LEU:HA 1.81 0.43
1:N:392:VAL:O 1:N:392:VAL:HG23 2.18 0.43
1:1:245:ARG:HH11 1:1:245:ARG:CG 2.31 0.43
1:J:512:LEU:HA 1:J:512:LEU:HD23 1.86 0.43
1:H:229:GLN:HG3 1:H:233:ASP:OD2 2.18 0.43
1:P:100:LEU:HD21 1:P:111:VAL:HG21 2.01 0.43
1:D:86:MSE:HE1 1:D:89:GLN:NE2 2.34 0.43
1:0:218:TYR:HB3 1:0:222:ARG:HH12 1.83 0.43
1:J:164:GLU:OE2 1:J:227:ARG:NH2 2.52 0.43
1:E:374:MSE:CE 1:E:379:ASP:HB3 2.48 0.43
1:C:285:SER:HB3 1:C:470:VAL:HG21 2.00 0.43
1:F:521:GLN:HE22 1:F:554:ARG:HH22 1.66 0.43
1:B:413:ARG:NH1 1:B:413:ARG:HG3 2.34 0.43
1:B:36:LYS:H 1:B:40:PHE:HE1 1.65 0.43
1:B:77:SER:O 1:B:81:ARG:HG3 2.18 0.43
1:J:165:ARG:C 1:J:165:ARG:HD2 2.39 0.43
1:0:172:LEU:O 1:0:175:TYR:HB2 2.18 0.43
1:N:215:ASP:HA 1:N:216:PRO:HD?2 1.92 0.43
1:N:210:GLU:HA 1:N:213:LEU:HD12 1.99 0.43
1:K:352:LYS:HD3 1:K:368:GLU:HG2 2.00 0.43
1:D:376:ASN:HB3 1:D:379:ASP:0OD2 2.18 0.43
1:E:56:PRO:HG2 1:F:220:GLY:HA2 2.01 0.43
1:0:58:PHE:CD1 1:0:58:PHE:N 2.86 0.43
1:K:534:ALA:HA 1:K:539:THR:OG1 2.19 0.43
1:G:56:PRO:HG2 1:H:220:GLY:HA2 2.01 0.43
1:E:274:CYS:SG 1:E:478:VAL:HG11 2.59 0.43
1:F:286:VAL:HG22 1:F:513: TYR:CE2 2.54 0.43
1:K:79:LEU:HD13 1:K:118:LEU:CD1 2.48 0.43
1:D:516:LEU:O 1:D:519:ILE:HG22 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:L:207:THR:O 1:L:224:LYS:HA 2.19 0.43
1:G:164:GLU:HB2 1:G:225:ARG:NH2 2.34 0.43
1:H:61:GLN:HG3 1:H:562: TYR:CE1 2.54 0.43
1:E:284:ALA:HA 1:E:319:ILE:HG12 2.01 0.43
1:0:385:LYS:HE3 1:0:410:PHE:CD1 2.53 0.43
1:C:148:GLN:HA 1:C:245:ARG:HH21 1.84 0.43
1:N:160: VAL:HG21 1:N:238:PHE:HE?2 1.84 0.43
1:0:305:HIS:CD2 1:0:387: THR:OG1 2.72 0.43
1:F:545:GLN:HA 1:F:546:PRO:HD3 1.87 0.43
1:M:417:PHE:CD1 1:M:444:ALA:HB3 2.54 0.43
1:G:448:PRO:HD3 1:G:464:GLN:NE2 2.33 0.43
1:D:243: THR:HG21 1:D:273: TYR:CD2 2.54 0.43
1:G:105:GLU:HG2 1:G:516:LEU:HD23 2.01 0.43
1:D:239:MSE:HE1 1:D:252:ILE:HG21 2.01 0.43
1:0:59:.LEU:HB2 1:0:63:ALA:HB3 2.01 0.43
1:E:284:ALA:O 1:E:288:VAL:HG23 2.18 0.43
1:B:78:ASP:HA 1:B:81:ARG:HH11 1.84 0.43
1:J:92:ASN:ND2 1:J:92:ASN:C 2.72 0.43
1:H:167:LEU:HB3 1:H:168:GLY:H 1.67 0.43
1:E:466:ASN:HA 2:E:1581:NAP:H72N 1.83 0.43
1:0:174:CYS:SG 1:0:219:ILE:HD12 2.59 0.43
1:B:245:ARG:HG2 1:B:246: TYR:CE2 2.54 0.43
1:E:136: THR:CG2 1:E:221:LEU:HD11 2.49 0.42
1:C:497:VAL:CG1 1:C:526:1LE:HD13 2.48 0.42
1:A:404:LEU:HD22 1:A:433:LEU:CD2 2.49 0.42
1:G:376:ASN:OD1 1:G:378:GLU:N 2.52 0.42
1:D:359:THR:CG2 1:D:360:PRO:HD?2 2.47 0.42
1:E:166:ILE:HG23 1:E:179:ILE:HG13 2.01 0.42
1:A:516:LEU:O 1:A:519:ILE:HG22 2.19 0.42
1:C:177:MSE:O 1:C:180:PRO:HD2 2.19 0.42
1:D:47:GLN:HE22 1:D:566:VAL:CG1 2.32 0.42
1:J:402:GLN:CD 1:J:402:GLN:N 2.72 0.42
1:M:467:ASN:H 2:M:1581:NAP:H72N 1.67 0.42
1:M:471:PHE:CG 1:M:472:PRO:HD3 2.54 0.42
1:P:202:MSE:HE?2 1:P:203:LEU:C 2.40 0.42
1:L:500: GLN:HE21 1:L:500: GLN:CA 2.31 0.42
1:P:59:LEU:HB2 1:P:63:ALA:HB3 2.01 0.42
1:L:467:ASN:ND2 3:L:1582:0XL:02 2.51 0.42
1:B:39:ALA:CB 1:B:562:TYR:CE1 3.02 0.42
1:0:210:GLU:HG2 7:0:2040:HOH:O 2.18 0.42
1:0:354:ARG:HG3 1:0:373:GLU:OE2 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:P:467:ASN:ND2 3:P:1582:0XL:02 2.52 0.42
1:F:100:LEU:HD23 1:F:107:PHE:CB 2.49 0.42
1:C:261:ASN:HA 1:C:264:ARG:NH1 2.34 0.42
1:A:492:LEU:O 1:A:496:GLU:HG3 2.19 0.42
1:P:554:ARG:HG2 1:P:554:ARG:HH11 1.84 0.42
1:F:164:GLU:HG2 1:F:258:ALA:HB2 2.01 0.42
1:E:471:PHE:N 1:E:472:PRO:CD 2.82 0.42
1:D:140:ARG:NH1 1:D:230:ALA:HA 2.34 0.42
1:N:152:GLU:CD 1:N:196:HIS:NE2 2.73 0.42
1:H:359: THR:HG22 1:H:362:LYS:N 2.15 0.42
1:E:323:ILE:HG22 1:E:327:MSE:HE2 2.01 0.42
1:A:136: THR:HG23 1:A:137:ILE:N 2.34 0.42
1:M:319:ILE:O 1:M:323:ILE:HG13 2.19 0.42
1:J:359:THR:HG22 1:J:362:LYS:HG3 2.00 0.42
1:B:431:GLU:OE1 1:B:452:VAL:HG13 2.19 0.42
1:A:315:ALA:O 1:A:319:ILE:HG13 2.20 0.42
1:E:546:PRO:HB2 1:E:549:LEU:HD23 2.01 0.42
1:F:113: THR:CG2 1:F:114:PRO:HA 2.49 0.42
1:J:303:SER:O 1:J:340:ARG:CZ 2.67 0.42
1:C:61:GLN:HA 1:C:64:GLN:HE21 1.84 0.42
1:F:132:GLY:CA 1:F:200:PRO:HG2 2.49 0.42
1:J:78:ASP:HA 1:J:81:ARG:HH11 1.83 0.42
1:F:442:1LE:HG21 1:F:512:LEU:HD21 2.00 0.42
1:H:162:ASP:O 1:H:225:ARG:NH2 2.52 0.42
1:A:408:ALA:HB1 1:A:440:ARG:HH22 1.84 0.42
1:F:153:SER:HA 1:F:245:ARG:HH12 1.84 0.42
1:A:388:VAL:HG22 1:A:415:ILE:HB 2.00 0.42
1:B:61:GLN:HE21 1:B:98:LYS:NZ 2.17 0.42
1:N:578:LYS:NZ 1:0:222:ARG:HD3 2.35 0.42
1:C:401:GLN:HG3 1:C:436: TYR:CD1 2.55 0.42
1:A:283: THR:O 1:A:286:VAL:HG12 2.19 0.42
1:P:202:MSE:HE2 1:P:204:ASP:HA 2.01 0.42
1:B:359: THR:HG23 1:B:362:LYS:HD2 2.01 0.42
1:B:533:GLU:HG3 1:B:537:ASN:ND2 2.34 0.42
1:A:474:VAL:O 1:A:478:VAL:HG23 2.19 0.42
1:1:300:ASN:OD1 1:1:305:HIS:CE1 2.73 0.42
1:P:165:ARG:O 1:P:165:ARG:HD?2 2.20 0.42
1:N:514:PRO:HA 1:N:515:PRO:HD3 1.96 0.42
1:C:433:LEU:HD13 1:C:433:LEU:C 2.40 0.42
1:A:394:ALA:HA 1:A:420:SER:HB3 2.00 0.42
1:L:356:ALA:O 1:L:358:LEU:HD23 2.19 0.42
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1:E:162:ASP:CA 1:E:202:MSE:HE1 2.49 0.42
1:G:553:ILE:O 1:G:557:VAL:HG23 2.18 0.42
1:J:59:LEU:HD13 1:J:64:GLN:CG 2.48 0.42
1:1:378:GLU:CA 1:L:403:1LE:HD11 2.48 0.42
1:1:389:LEU:CD1 1:1:407:MSE:HE3 2.48 0.42
1:K:325:MSE:HE2 1:K:492:LEU:HD22 2.01 0.42
1:J:381:VAL:CG1 1:J:407:-MSE:HE1 2.49 0.42
1:H:580:LYS:O 1:H:580:LYS:HD3 2.19 0.42
1:M:374:MSE:CE 1:M:379:ASP:HB3 2.48 0.42
1:C:129:ARG:CG 1:D:91:ARG:HD3 2.49 0.42
1:K:166:ILE:HD12 1:K:179:ILE:HG13 2.00 0.42
1:K:375:LYS:HB2 1:K:375:LYS:HE3 1.62 0.42
1:J:575:GLU:CD 1:J:575:GLU:H 2.21 0.42
1:L:548:ASP:C 1:L:548:ASP:0D2 2.56 0.42
1:D:396:GLY:O 1:D:426:ALA:O 2.37 0.42
1:A:368:GLU:O 1:A:369:HIS:HB2 2.19 0.42
1:M:194:LYS:HA 1:M:195:PRO:HD3 1.91 0.42
1:D:505:GLU:O 1:D:509:GLU:HG3 2.19 0.42
1:J:157:ALA:HB2 1:J:479:ILE:HD11 2.00 0.42
1:N:551:ALA:O 1:N:554:ARG:HG2 2.19 0.42
1:K:416:1LE:HG13 1:K:433:LEU:CD2 2.38 0.42
1:0:24:LYS:HE3 1:0:47:GLN:O 2.20 0.42
1:1:354:ARG:HE 1:L:358:LEU:HD21 1.85 0.42
1:A:279:ASP:O 1:A:283: THR:CG2 2.66 0.42
1:C:359: THR:HG23 1:C:361:GLU:OE1 2.20 0.42
1:F:36:LYS:HD2 1:F:562: TYR:HB3 2.02 0.42
1:J:47:GLN:HE22 1:J:566:VAL:HG13 1.84 0.42
1:F:356:ALA:HB2 7:F:2051:HOH:O 2.18 0.42
1:G:91:ARG:HD3 1:H:129:ARG:CG 2.49 0.42
1:N:243: THR:HG21 1:N:273: TYR:CD2 2.53 0.42
1:D:300:ASN:OD1 1:D:305:HIS:HE1 2.03 0.42
1:H:342: TRP:CD2 1:H:367:HIS:HD?2 2.38 0.42
1:C:358:.LEU:HD12 1:C:358:LEU:HA 1.90 0.42
1:B:138:HIS:NE2 1:B:223:HIS:HE1 2.17 0.42
1:M:222:ARG:HH12 1:P:580:LYS:HD2 1.85 0.42
1:M:24:LYS:HD3 1:M:48:LEU:HD23 2.02 0.42
1:D:270:ARG:NH2 1:D:488:ASP:OD1 2.53 0.42
1:1:578:LYS:HZ3 1:1:222:ARG:HD3 1.85 0.42
1:N:474:VAL:O 1:N:478:VAL:HG23 2.18 0.42
1:D:467:ASN:HD21 3:D:1582:0XL:C2 2.32 0.42
1:P:296:ARG:HB2 1:P:507:LEU:HD21 2.02 0.42
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1:M:248:MSE:HG3 1:P:544:PRO:CD 2.50 0.42
1:D:401:GLN:O 1:D:405:GLN:HG3 2.19 0.42
1:F:354:ARG:NH2 1:F:358:LEU:HD12 2.34 0.42
1:G:229:GLN:HA 1:G:229:GLN:NE2 2.35 0.42
1:A:154:VAL:O 1:A:154:VAL:HG13 2.20 0.42
1:D:288:VAL:O 1:D:292:LEU:HD13 2.19 0.42
1:0:194:LYS:HA 1:0:195:PRO:HD3 1.84 0.42
1:E:204:ASP:OD1 1:F:56:PRO:HG3 2.20 0.42
1:E:263:PHE:CZ 1:E:314:GLU:HA 2.55 0.42
1:N:137:.ILE:HB 1:N:205:VAL:HG12 2.01 0.42
1:0:160:VAL:HG21 1:0:238:PHE:CZ 2.55 0.42
1:M:104:ILE:CG2 1:M:105:GLU:N 2.82 0.42
1:B:104:ILE:CG1 1:B:108: MSE:CE 2.96 0.42
1:1:146:MSE:HE2 1:J:52:GLY:HA3 2.02 0.42
1:B:323:ILE:O 1:B:327:MSE:HG3 2.20 0.42
1:H:184:LEU:HD12 1:H:200:PRO:HB3 2.01 0.42
1:M:548:ASP:OD2 1:M:551:ALA:CB 2.68 0.42
1:F:569:SER:HA 1:H:46:GLN:OE1 2.20 0.42
1:K:354:ARG:HG2 1:K:356:ALA:H 1.84 0.42
1:L:493: THR:O 1:L:497:VAL:HG23 2.20 0.42
1:E:224:LYS:CE 7:E:2029:HOH:O 2.68 0.42
1:P:160:VAL:CG1 1:P:161:THR:N 2.83 0.42
1:K:378:GLU:OFE1 1:K:402:GLN:HB2 2.20 0.42
1:B:158:ILE:HG22 1:B:160:VAL:HG23 2.01 0.42
1:0:166:1ILE:HD12 1:0:179:ILE:CG1 2.50 0.42
1:E:322:LEU:HD23 1:E:322:LEU:HA 1.78 0.42
1:F:61:GLN:NE2 1:F:98:LYS:HG2 2.34 0.42
1:C:270:ARG:NH1 1:C:270:ARG:CG 2.82 0.42
1:E:374:MSE:HE1 1:E:379:ASP:CB 2.49 0.42
1:C:467:ASN:O 1:C:470:VAL:N 2.40 0.42
1:H:166:ILE:HD12 1:H:179:ILE:HG13 2.01 0.42
1:L:399:PHE:CD2 1:L:427:GLU:HB3 2.54 0.42
1:K:454:LEU:HD12 1:K:454:LEU:N 2.35 0.42
1:L:301:ARG:NH2 7:L:2039:HOH:O 2.53 0.42
1:K:352:LYS:HG3 1:K:366:ALA:O 2.20 0.42
1:H:145:THR:O 1:H:148:GLN:HB2 2.20 0.42
1:H:148:GLN:HA 1:H:245:ARG:NH2 2.35 0.42
1:N:460:LEU:HA 1:N:509:GLU:O 2.20 0.42
1:F:548:ASP:0OD2 1:F:551:ALA:HB2 2.19 0.42
1:D:502:VAL:HG22 1:D:514:PRO:HD3 2.02 0.42
1:A:433:LEU:CD1 1:A:443:PHE:HB2 2.49 0.42
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1:H:386:PRO:HG2 1:H:407:MSE:CE 2.34 0.42
1:0:238:PHE:O 1:0:242:VAL:HG23 2.20 0.42
1:0:36:LYS:HD2 1:0:562:TYR:HB3 2.01 0.42
1:C:431:GLU:OE2 1:C:452:VAL:HG13 2.19 0.42
1:D:270:ARG:HH12 1:D:487:GLY:HA2 1.84 0.42
1:E:177:MSE:HE2 1:E:202:MSE:CB 2.50 0.42
1:B:429:THR:CG2 1:B:430:ALA:N 2.83 0.42
1:C:389:.LEU:HG 1:C:407:MSE:HE3 2.01 0.42
1:M:502:VAL:HG12 | 1:M:507:LEU:HD13 2.00 0.42
1:K:207:THR:HA 1:K:225:ARG:HG2 2.02 0.42
1:B:401:GLN:O 1:B:405:GLN:HB2 2.20 0.42
1:D:150:TRP:HA 1:D:151:PRO:HD2 1.84 0.42
1:G:104:ILE:O 1:G:108: MSE:HB2 2.19 0.42
1:E:395:1LE:O 1:E:396:GLY:C 2.58 0.42
1:A:91:ARG:NH1 1:B:128:ARG:HA 2.34 0.42
1:M:248:MSE:HG3 1:P:544:PRO:HD?2 2.01 0.42
1:P:222:ARG:NH1 1:P:222:ARG:HG3 2.34 0.42
1:E:467:ASN:ND2 3:E:1582:0XL:02 2.53 0.42
1:C:349:LEU:HB2 1:C:380:ILE:CD1 2.50 0.42
1:C:259:ASN:HB3 7:C:2034:HOH:O 2.19 0.42
1:B:31:ASP:HA 1:B:32:PRO:HD2 1.90 0.42
1:N:59:LEU:HD12 1:N:59:LEU:O 2.19 0.42
1:G:378:GLU:O 1:G:382:LYS:HG3 2.20 0.42
1:M:435:LYS:HE3 1:M:436: TYR:CZ 2.55 0.42
1:1L:394:ALA:HA 1:1L:420:SER:HB3 2.02 0.42
1:0:428:CYS:CB 1:0:432:GLN:HE21 2.33 0.42
1:H:154:VAL:O 1:H:154:VAL:CG1 2.66 0.42
1:G:160:VAL:HG11 1:G:238:PHE:CZ 2.55 0.42
1:E:297:ILE:CG1 1:E:507:LEU:HD12 2.49 0.42
1:G:155:ILE:HD13 1:G:246: TYR:CZ 2.55 0.42
1:H:72:PHE:CZ 1:H:81:ARG:HD3 2.55 0.42
1:K:389:LEU:HD13 1:K:399:PHE:CZ 2.54 0.42
1:C:359: THR:CG2 1:C:361:GLU:H 2.33 0.42
1:1:328:GLN:HA 1:1:332:VAL:O 2.19 0.42
1:C:345:ASP:0OD1 1:C:354:ARG:NH2 2.52 0.42
1:1:315:ALA:O 1:1L:319:ILE:HG13 2.19 0.42
1:N:96:PHE:CZ 1:N:100:LEU:HD11 2.54 0.42
1:D:554:ARG:NH1 1:D:554:ARG:HG2 2.34 0.42
1:P:108:MSE:N 1:P:109:PRO:CD 2.83 0.42
1:M:512:LEU:HD23 1:M:512:LEU:HA 1.89 0.42
1:L:133:LEU:HA 1:L:133:LEU:HD23 1.88 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:L:23:LYS:HD?2 1:1L:27:GLU:HG2 2.00 0.42
1:A:160:VAL:HG13 1:A:201:VAL:HB 2.02 0.42
1:M:51:HIS:CD2 1:N:146:MSE:HE3 2.54 0.42
1:P:429:THR:CG2 1:P:431:GLU:H 2.26 0.41
1:B:250:CYS:O 1:B:252:1LE:HD12 2.20 0.41
1:0:23:LYS:HG3 1:0:24:LYS:N 2.34 0.41
1:J:401:GLN:HG2 1:J:436:TYR:CE2 2.54 0.41
1:F:113: THR:HG23 1:F:114:PRO:HA 2.01 0.41
1:N:225:ARG:HB2 1:N:227:ARG:NH1 2.35 0.41
1:C:317:LEU:HD23 1:C:343:MSE:HE1 2.01 0.41
1:C:261:ASN:OD1 1:C:264:ARG:NH1 2.50 0.41
1:K:108:MSE:HB3 1:K:109:PRO:HD3 2.02 0.41
1:F:514:PRO:HA 1:F:515:PRO:HD3 1.97 0.41
1:F:418:ALA:O 1:F:445:SER:HA 2.20 0.41
1:K:395:ILE:O 1:K:396:GLY:C 2.58 0.41
1:E:571: THR:OG1 1:E:577:MSE:SE 2.88 0.41
1:1:564:CYS:SG 1:1:566:VAL:HB 2.60 0.41
1:I:309:PHE:HE1 1:1:341:1ILE:HG23 1.84 0.41
1:D:442:ILE:CG2 1:D:512:LEU:HD21 2.50 0.41
1:E:136: THR:CG2 1:E:137:ILE:N 2.83 0.41
1:C:497:VAL:HG11 1:C:526:ILE:HD13 2.02 0.41
1:L:104:.1LE:HG23 1:1:105:GLU:N 2.35 0.41
1:1:165:ARG:HD2 1:L:165:ARG:C 2.40 0.41
1:M:108:MSE:N 1:M:109:PRO:CD 2.83 0.41
1:P:92:ASN:ND2 1:P:95:LEU:H 2.17 0.41
1:M:314:GLU:HB2 | 2:M:1581:NAP:O1N 2.19 0.41
1:L:322:LEU:HD23 1:L:322:LEU:HA 1.92 0.41
1:N:202:MSE:HE2 1:N:204:ASP:HB2 2.02 0.41
1:E:74:ARG:HD3 1:F:125:LEU:HD11 2.02 0.41
1:D:162:ASP:O 1:D:225:ARG:INH2 2.43 0.41
1:D:343:MSE:HB2 1:D:350:ILE:HD12 2.03 0.41
1:H:342: TRP:CZ3 1:H:367:HIS:HB2 2.55 0.41
1:1:264:ARG:NH1 1:1:264:ARG:HB3 2.35 0.41
1:0:504:GLU:HG3 1:0:508:GLN:NE2 2.35 0.41
1:J:215:ASP:HB3 1:J:218:TYR:HB2 2.01 0.41
1:J:158:ILE:HD12 1:J:242:VAL:HG11 2.02 0.41
1:P:141:GLY:H 1:P:237:GLU:CD 2.23 0.41
1:D:136: THR:HG22 1:D:139:ASP:0OD1 2.20 0.41
1:E:327:MSE:HE1 1:E:337:ALA:O 2.20 0.41
1:E:160:VAL:HG11 1:E:238:PHE:CZ 2.55 0.41
1:L:297:ILE:HD11 1:L:507:LEU:HG 2.01 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:1:297:.ILE:CD1 1:I:507:LEU:HD12 2.49 0.41
1:H:274:CYS:SG 1:H:478:VAL:HG11 2.61 0.41
1:E:401:GLN:HG3 7:E:2038:HOH:O 2.20 0.41
1:B:172:LEU:O 1:B:175:TYR:HB2 2.19 0.41
1:J:243: THR:HG21 1:J:273:TYR:CD2 2.54 0.41
1:1:471:PHE:CG 1:1:472:PRO:HD3 2.56 0.41
1:B:215:ASP:OD1 1:B:216:PRO:HD2 2.20 0.41
1:C:118:LEU:HD11 5:C:1588:CL:CL 2.57 0.41
1:N:33:HIS:HD2 1:N:93:GLU:OE2 2.02 0.41
1:E:152:GLU:OE2 1:E:196:HIS:CE1 2.73 0.41
1:G:165:ARG:O 1:G:256:ASP:HB3 2.21 0.41
1:A:276:PHE:HB2 1:A:281:GLN:OE1 2.20 0.41
1:H:526:ILE:O 1:H:530:ILE:HG13 2.20 0.41
1:L:65:VAL:O 1:L:69:LEU:HG 2.21 0.41
1:F:209:ASN:OD1 1:F:211:THR:HB 2.20 0.41
1:0:476:LEU:HB3 1:0:527:ALA:HB2 2.01 0.41
1:M:574:GLU:HA 1:M:577:MSE:HE2 2.01 0.41
1:E:386:PRO:HG2 1:E:407:MSE:CE 2.28 0.41
1:P:323:ILE:HG22 1:P:327:MSE:HE2 2.02 0.41
1:J:429:THR:CG2 1:J:430:ALA:N 2.83 0.41
1:L:252:ILE:HD12 1:L:252:ILE:N 2.36 0.41
1:G:429: THR:HG23 1:G:449:PHE:CD2 2.55 0.41
1:F:68:ILE:HG13 1:F:95:LEU:HD11 2.01 0.41
1:H:402: GLN:HG3 7:H:2045:HOH: O 2.19 0.41
1:G:239:MSE:HE1 1:G:252:ILE:HG21 2.02 0.41
1:G:239:MSE:O 1:G:243: THR:OG1 2.39 0.41
1:D:92:ASN:ND2 1:D:92:ASN:C 2.64 0.41
1:G:242:VAL:HG13 1:G:246:TYR:CD1 2.53 0.41
1:B:322:LEU:HA 1:B:322:LEU:HD23 1.86 0.41
1:J:471:PHE:CG 1:J:472:PRO:HD3 2.55 0.41
1:H:194:LYS:HA 1:H:195:PRO:HD3 1.82 0.41
1:C:72:PHE:CE1 1:C:81:ARG:HB3 2.55 0.41
1:1:554:ARG:HG2 1:1:554:ARG:NH1 2.34 0.41
1:F:195:PRO:HD2 1:F:558: TYR:CE1 2.55 0.41
1:C:458:GLN:HB3 1:C:458:GLN:HE21 1.66 0.41
1:F:150: TRP:HA 1:F:151:PRO:HD2 1.84 0.41
1:K:254:PHE:CE2 1:K:265:LEU:HD13 2.56 0.41
1:M:141:GLY:H 1:M:237:GLU:CD 2.22 0.41
1:L:380:ILE:O 1:L:384:ILE:HG12 2.20 0.41
1:L:572: TRP:O 1:L:573:PRO:C 2.58 0.41
1:N:59:LEU:HD11 1:N:64:GLN:HG3 2.03 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:D:547:GLU:OE2 1:D:547:GLU:N 2.50 0.41
1:A:36:LYS:HE2 1:A:562: TYR:HB3 2.02 0.41
1:K:61:GLN:HA 1:K:64:GLN:HE21 1.85 0.41
1:D:433:LEU:CD1 1:D:443:PHE:HB2 2.51 0.41
1:F:401:GLN:CG 1:F:436:TYR:CZ 3.01 0.41
1:A:150: TRP:CD1 1:A:155:ILE:HD11 2.55 0.41
1:N:466:ASN:OD1 1:N:467:ASN:N 2.53 0.41
1:P:61:GLN:HE22 1:P:98:LYS:HE3 1.84 0.41
1:A:207: THR:HA 1:A:225:ARG:NH1 2.34 0.41
1:N:141:GLY:H 1:N:237:GLU:CD 2.21 0.41
1:F:467:ASN:HB3 1:F:471:PHE:HD?2 1.84 0.41
1:B:207:-THR:HA 1:B:225:ARG:HG2 2.02 0.41
1:F:194:LYS:HA 1:F:195:PRO:HD3 1.95 0.41
1:A:100:LEU:HD21 1:A:111:VAL:HG21 2.01 0.41
1:B:307:VAL:HG22 1:B:388:VAL:HB 2.02 0.41
1:P:292:LEU:HA 1:P:292:LEU:HD12 1.94 0.41
1:0:105:GLU:HB2 7:0:2024:HOH: O 2.19 0.41
1:M:90:ASP:0OD1 1:M:131:ARG:NH1 2.53 0.41
1:K:274:CYS:SG 1:K:478:VAL:HG11 2.60 0.41
1:C:500:GLN:HB3 7:C:2063:HOH:O 2.19 0.41
1:F:158:ILE:HG12 1:F:199:LEU:HB3 2.01 0.41
1:P:184:LEU:HD22 1:P:198:CYS:HB3 2.01 0.41
1:N:420:SER:HA 2:N:1581:NAP:H1D 2.02 0.41
1:K:498:ILE:CD1 1:K:526:ILE:HD11 2.48 0.41
1:0:350:ILE:CD1 1:0:362:LYS:HD2 2.50 0.41
1:P:202:MSE:HE3 1:P:203:LEU:C 2.41 0.41
1:P:350:ILE:HD11 1:P:362:LYS:HD3 2.01 0.41
1:H:177:MSE:O 1:H:180:PRO:HD?2 2.21 0.41
1:B:85:LEU:HD12 1:B:110:ILE:CG2 2.51 0.41
1:K:79:LEU:HD13 1:K:118:LEU:HD12 2.03 0.41
1:M:144:ALA:HB2 7:M:2022:HOH:O 2.20 0.41
1:B:212:LEU:HD13 1:B:218: TYR:CE1 2.55 0.41
1:A:243: THR:HG21 1:A:273:TYR:CD2 2.55 0.41
1:G:50:ILE:HA 1:G:53:LEU:HD12 2.02 0.41
1:P:332:VAL:CG2 1:P:336:GLU:HB3 2.51 0.41
1:1:429: THR:CG2 1:1:430:ALA:N 2.84 0.41
1:P:44.GLU:O 1:P:48:LEU:HB2 2.20 0.41
1:D:416:ILE:HG13 1:D:433:LEU:CD2 2.41 0.41
1:G:395:ILE:O 1:G:396:GLY:C 2.59 0.41
1:G:239:MSE:CE 1:G:254:PHE:CZ 3.02 0.41
1:G:389:LEU:HD22 1:G:399:PHE:CZ 2.56 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:N:140:ARG:HG2 1:N:234:LEU:HD13 2.03 0.41
1:N:265:LEU:HA 1:N:265:LEU:HD23 1.84 0.41
1:H:77:SER:O 1:H:81:ARG:HG3 2.21 0.41
1:1:284:ALA:HB1 1:L:322:LEU:HB2 2.02 0.41
1:M:86:MSE:CE 1:M:89:GLN:NE2 2.84 0.41
1:0:460:LEU:HA 1:0:509:GLU:O 2.20 0.41
1:D:174:CYS:HA 1:D:202:MSE:HE3 2.02 0.41
1:N:502:VAL:CG1 1:N:507:LEU:HD13 2.50 0.41
1:F:393:ALA:HB3 7:F:2057:-HOH:O 2.20 0.41
1:B:24:LYS:HZ3 1:D:24:LYS:HD3 1.86 0.41
1:K:381:VAL:HG21 1:K:403:ILE:HD12 2.03 0.41
1:J:404:LEU:HD13 1:J:433:LEU:HA 2.02 0.41
1:N:140:ARG:HB3 1:N:140:ARG:CZ 2.50 0.41
1:C:194:LYS:HA 1:C:195:PRO:HD3 1.87 0.41
1:J:328:GLN:HA 1:J:332:VAL:O 2.21 0.41
1:B:350:ILE:HG12 1:B:354:ARG:NH2 2.35 0.41
1:1:266:LEU:O 1:1:270:ARG:HB2 2.21 0.41
1:0:151:PRO:HB3 1:P:26:TYR:CE2 2.55 0.41
1:1:121:GLN:NE2 1:I:169:LEU:HD13 2.36 0.41
1:E:232:ASP:OD1 1:E:264:ARG:NH2 2.54 0.41
1:E:394:ALA:HA 1:E:420:SER:HB3 2.03 0.41
1:C:120:CYS:O 1:C:175: TYR:HB3 2.21 0.41
1:G:30:ARG:HD3 1:H:30:ARG:O 2.20 0.41
1:I:58:PHE:CD1 1:I:58:PHE:N 2.89 0.41
1:0:245:ARG:CG 1:0:245:ARG:HH11 2.34 0.41
1:C:26:TYR:H 1:C:26: TYR:HD2 1.69 0.41
1:1:395:ILE:O 1:1:396:GLY:C 2.59 0.41
1:G:285:SER:HB3 1:G:470:VAL:HG21 2.03 0.41
1:A:51:HIS:NE2 1:B:139:ASP:0OD2 2.44 0.41
1:K:136: THR:CG2 1:K:138:HIS:HB2 2.51 0.41
1:0:136: THR:HG22 1:0:137:ILE:N 2.35 0.41
1:P:143:ILE:CD1 1:P:237:GLU:HG2 2.40 0.41
1:F:177:MSE:CE 1:F:180:PRO:HG2 2.51 0.41
1:P:504:GLU:CG 1:P:508:GLN:HE22 2.15 0.41
1:D:23:LYS:CG 1:D:24:LYS:N 2.73 0.41
1:L:109:PRO:HA 1:L:113:THR:O 2.21 0.41
1:0:64:GLN:NE2 1:0:562:TYR:OH 2.51 0.41
1:J:359: THR:HG23 1:J:362:LYS:N 2.22 0.41
1:0:270:ARG:CG 1:0:270:ARG:NH1 2.84 0.41
1:D:154:VAL:C 1:D:155:ILE:HD12 2.41 0.41
1:C:127:PHE:CE2 1:D:38:MSE:HE2 2.56 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:F:59:LEU:HB2 1:F:63:ALA:HB3 2.02 0.41
1:A:150: TRP:CE2 1:A:199:LEU:HD13 2.56 0.41
1:J:41: THR:CG2 1:J:42:LEU:N 2.83 0.41
1:M:270:ARG:NH2 1:M:488:ASP:OD1 2.54 0.41
1:E:207:- THR:HA 1:E:225:ARG:HG2 2.03 0.41
1:H:466:ASN:HA 2:H:1581:NAP:N7N 2.33 0.41
1:B:399:PHE:CG 1:B:427:GLU:HB3 2.56 0.41
1:M:177:MSE:C 1:M:180:PRO:HD?2 2.40 0.41
1:N:123:TYR:HB3 1:N:175: TYR:CD2 2.56 0.41
1:G:183:LYS:HZ2 1:G:467:ASN:HD22 1.68 0.41
1:0:467:ASN:H 2:0:1581:NAP:H72N 1.69 0.41
1:0:359: THR:HG22 1:0:362:LYS:CE 2.47 0.41
1:P:207: THR:HA 1:P:225:ARG:HG2 2.03 0.41
1:P:162:ASP:CA 1:P:202:MSE:HE1 2.50 0.41
1:K:156:LYS:NZ 1:K:197:GLN:NE2 2.69 0.41
1:F:192:GLY:CA 1:F:557:VAL:HG13 2.50 0.41
1:0:78:ASP:HA 1:0:81:ARG:HH11 1.86 0.41
1:F:190:CYS:HB3 1:F:519:ILE:HG12 2.02 0.41
1:K:29:LEU:HA 1:K:35:ASN:ND2 2.36 0.41
1:P:471:PHE:N 1:P:472:PRO:CD 2.84 0.41
1:N:184:LEU:O 1:N:187:TYR:HB2 2.21 0.41
1:E:394:ALA:HB2 2:E:1581:NAP:O3D 2.21 0.41
1:E:471:PHE:CG 1:E:472:PRO:HD3 2.55 0.41
1:C:350:1LE:HG23 1:C:358.LEU:HD11 2.01 0.41
1:K:343:MSE:HE3 1:K:350:ILE:HD12 2.02 0.41
1:E:172:LEU:O 1:E:175:TYR:HB2 2.21 0.41
1:D:194:LYS:HA 1:D:195:PRO:HD3 1.89 0.41
1:P:473:GLY:N 5:P:1590:CL:CL 2.84 0.41
1:B:266:LEU:O 1:B:270:ARG:HB2 2.21 0.41
1:J:143:ILE:HG13 1:J:237:GLU:OE2 2.21 0.41
1:K:243: THR:HG21 1:K:273:TYR:CD2 2.56 0.41
1:0:155:1LE:N 1:0:155:ILE:HD12 2.35 0.41
1:D:471:PHE:N 1:D:472:PRO:CD 2.84 0.41
1:H:89:GLN:HG3 1:H:96:PHE:CD2 2.55 0.41
1:E:52:GLY:O 1:F:133:LEU:HD23 2.21 0.41
1:D:72:PHE:CE1 1:D:81:ARG:HB3 2.56 0.41
1:E:110:ILE:O 1:E:115:THR:HB 2.20 0.41
1:P:342: TRP:CD2 1:P:367:HIS:HD2 2.39 0.41
1:P:160:VAL:HG21 1:P:238:PHE:CZ 2.56 0.41
1:E:443:PHE:CG 1:E:444:ALA:N 2.89 0.41
1:N:59:LEU:CD1 1:N:64:GLN:HG3 2.50 0.41

Continued on next page...




Page 102

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:L:407:-MSE:HG2 1:L:416:1ILE:HD11 2.01 0.41
1:J:315:ALA:O 1:J:319:ILE:HG13 2.20 0.41
1:J:164:GLU:CG 1:J:258:ALA:HB2 2.48 0.41
1:F:23:LYS:N 1:F:24:LYS:NZ 2.64 0.41
1:B:104:ILE:CG2 1:B:105:GLU:N 2.83 0.41
1:A:59:LEU:HD13 1:A:64:GLN:CG 2.52 0.41
1:G:352:LYS:HZ1 1:G:366:ALA:HB3 1.86 0.41
1:B:303:SER:CB 1:B:332:VAL:HG21 2.51 0.41
1:N:202:MSE:HE3 1:N:204:ASP:N 2.36 0.41
1:F:109:PRO:HA 1:F:113: THR:O 2.20 0.41
1:B:125:LEU:HD13 1:B:125:LEU:C 2.41 0.41
1:B:154:VAL:C 1:B:155:ILE:HD12 2.41 0.41
1:G:119:ALA:O 1:G:123:TYR:N 2.54 0.41
1:N:471:PHE:CD1 1:N:472:PRO:HD3 2.56 0.41
1:N:551:ALA:HA 1:N:554:ARG:HD2 2.03 0.41
1:K:343:MSE:O 1:K:349:LEU:HD12 2.20 0.41
1:K:421:ASN:HB3 1:K:422:PRO:HA 2.03 0.41
1:P:374:MSE:HE1 1:P:379:ASP:C 2.41 0.41
1:E:194:LYS:HA 1:E:195:PRO:HD3 1.89 0.41
1:L:100:LEU:HD21 1:L:111: VAL:HG21 2.03 0.41
1:M:384:ILE:O 1:M:385:LYS:C 2.60 0.41
1:0:332:VAL:HG22 1:0:333:SER:N 2.36 0.40
1:P:133:LEU:HD22 1:P:135:1LE:CG1 2.46 0.40
1:F:429: THR:N 1:F:432:GLN:NE2 2.51 0.40
1:J:429: THR:HB 1:J:432:GLN:CG 2.39 0.40
1:0:416:ILE:HG13 1:0:433:LEU:CD2 2.48 0.40
1:N:431:GLU:OE2 1:N:452:VAL:HG22 2.21 0.40
1:D:61:GLN:NE2 1:D:560: THR:HG23 2.35 0.40
1:C:399:PHE:HB2 1:C:428:CYS:HB3 2.03 0.40
1:A:92:ASN:ND2 1:A:95:LEU:H 2.19 0.40
1:J:145:THR:O 1:J:148:GLN:HB2 2.20 0.40
1:G:59:LEU:HB2 1:G:63:ALA:HB3 2.03 0.40
1:C:467:ASN:ND2 3:C:1582:OXL:C2 2.84 0.40
1:J:177:MSE:CE 1:J:202:MSE:HB2 2.50 0.40
1:H:168:GLY:O 1:H:425:LYS:HE3 2.21 0.40
1:E:165:ARG:C 1:E:165:ARG:HD?2 2.41 0.40
1:1:120:CYS:O 1:I:175:TYR:HB3 2.22 0.40
1:G:502:VAL:CG1 1:G:507:LEU:HD13 2.51 0.40
1:M:94:LYS:HB2 1:M:562: TYR:CE2 2.56 0.40
1:J:516:LEU:N 1:J:516:LEU:HD22 2.36 0.40
1:H:268:LYS:HG2 1:H:269: TYR:CD2 2.57 0.40
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Atom-1 Atom-2 distance (A) | overlap (A)
1:K:354:ARG:HB3 1:K:358:LEU:HD11 2.02 0.40
1:A:113: THR:CG2 1:A:114:PRO:HA 2.51 0.40
1:K:365:PHE:CD1 1:K:365:PHE:N 2.88 0.40
1:C:484:LYS:HB3 1:C:485:HIS:CD2 2.56 0.40
1:A:414:PRO:HG2 1:A:441:GLY:HA2 2.02 0.40
1:H:136: THR:HG22 1:H:137:ILE:N 2.36 0.40
1:P:135:ILE:HD13 1:P:143:ILE:HG23 2.03 0.40
1:1L:108:MSE:HB3 1:1:109:PRO:HD3 2.03 0.40
1:M:109:PRO:HA 1:M:113:THR:O 2.22 0.40
1:F:59:LEU:HD13 1:F:64:GLN:CG 2.51 0.40
1:E:202:MSE:CE 1:E:203:LEU:O 2.70 0.40
1:K:270:ARG:NH2 1:K:488:ASP:OD1 2.53 0.40
1:J:502:VAL:CG1 1:J:507:LEU:HD22 2.46 0.40
1:C:186:LEU:HD22 1:C:190:CYS:SG 2.62 0.40
1:1:352:LYS:HD3 1:1:352:LYS:HA 1.84 0.40
1:P:131:ARG:HH11 1:P:131:ARG:HB2 1.84 0.40
1:P:350:ILE:HG23 1:P:358:LEU:HD11 2.02 0.40
1:N:413:ARG:HD3 7:N:2047:HOH:O 2.20 0.40
1:A:417:PHE:CE1 1:A:444:ALA:HB3 2.57 0.40
1:G:36:LYS:CD 1:G:562:TYR:HB3 2.51 0.40
1:C:152:GLU:OE1 1:C:196:HIS:CE1 2.75 0.40
1:E:84:LEU:HD23 1:E:84:LEU:C 2.41 0.40
1:P:26:TYR:N 1:P:26:TYR:CD2 2.89 0.40
1:1:223:HIS:C 1:1:223:HIS:CD2 2.94 0.40
1:J:88:LEU:O 1:J:88:LEU:HD23 2.20 0.40
1:A:235:LEU:HA 1:A:235:LEU:HD13 1.85 0.40
1:A:231:TYR:O 1:A:235:LEU:HD23 2.21 0.40
1:A:245:ARG:HG2 1:A:246:TYR:CE2 2.56 0.40
1:G:494: THR:HG23 1:G:526:ILE:HG23 2.03 0.40
1:D:212:LEU:HD13 1:D:218:TYR:CE1 2.56 0.40
1:L:471:PHE:CG 1:1L:472:PRO:HD3 2.56 0.40
1:F:66:TYR:O 1:F:70:LYS:HG2 2.21 0.40
1:P:199:LEU:HG 1:P:201:VAL:HG23 2.03 0.40
1:P:404:LEU:HD22 1:P:433:LEU:HD23 2.03 0.40
1:N:416:ILE:HG21 1:N:433:LEU:HD23 2.03 0.40
1:N:433:LEU:HD13 1:N:433:.LEU:C 2.41 0.40
1:M:401:GLN:HG3 1:M:436: TYR:CD1 2.56 0.40
1:K:270:ARG:HH12 1:K:487:GLY:HA?2 1.85 0.40
1:P:154:VAL:O 1:P:154:VAL:CG1 2.66 0.40
1:M:59:LEU:HD13 1:M:64:GLN:CG 2.50 0.40
1:H:38:MSE:HB2 1:H:59:LEU:HD11 2.02 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:0:359: THR:HG22 1:0:362:LYS:HG3 2.03 0.40
1:0:354:ARG:HE 1:0:358:LEU:CD1 2.32 0.40
1:H:167:LEU:CD1 1:H:179:ILE:HD11 2.51 0.40
1:N:470:VAL:HG13 | 1:N:494:THR:HG21 2.03 0.40
1:G:466:ASN:HA 2:G:1581:NAP:H72N 1.87 0.40
1:N:112: TYR:CG 1:N:186:LEU:HD11 2.56 0.40
1:J:493: THR:HG23 1:J:529:ARG:NH1 2.36 0.40
1:L:281:GLN:HB3 1:1L:491:PHE:CD1 2.56 0.40
1:B:128:ARG:HH11 1:B:128: ARG:HG2 1.86 0.40
1:N:69:LEU:HD22 1:N:106:ARG:NH1 2.36 0.40
1:J:575:GLU:OE2 1:J:575:GLU:N 2.37 0.40
1:F:215:ASP:HA 1:F:216:PRO:HD2 1.96 0.40
1:D:276:PHE:C 1:D:276:PHE:CD1 2.94 0.40
1:N:235:LEU:HA 1:N:235:LEU:HD13 1.90 0.40
1:F:383:ASP:C 1:F:383:ASP:0OD1 2.59 0.40
1:E:157:ALA:HB2 1:E:479:1LE:HD11 2.04 0.40
1:G:503:SER:O 1:G:506:ASN:HB2 2.20 0.40
1:A:142:HIS:O 1:A:146:MSE:HG3 2.21 0.40
1:B:88:LEU:HD13 1:B:96:PHE:HA 2.02 0.40
1:C:110:ILE:O 1:C:115:THR:HB 2.22 0.40
1:0:413:ARG:HA 1:0:414:PRO:HD2 1.96 0.40
1:A:433:LEU:HD12 1:A:434: TYR:CE2 2.57 0.40
1:M:136: THR:CG2 1:M:138:HIS:HB2 2.51 0.40
1:F:177:MSE:CE 1:F:177:MSE:CA 2.96 0.40
1:L:158.ILE:HG22 1:L:160: VAL:HG23 2.04 0.40
1:1:132:GLY:HA3 1:L:177:MSE:HE3 2.02 0.40
1:0:429: THR:HG22 1:0:430:ALA:H 1.86 0.40
1:K:36:LYS:O 1:K:39:ALA:HB3 2.22 0.40
1:G:399:PHE:HB2 1:G:428:CYS:HB3 2.02 0.40
1:1:536:ARG:HD3 7:1:2069:HOH:O 2.21 0.40
1:D:564:CYS:SG 1:D:566:VAL:HG23 2.62 0.40
1:1:242:VAL:HG13 1:1:246:TYR:HD1 1.87 0.40
1:B:202:MSE:HE2 1:B:204:ASP:HA 2.04 0.40
1:N:72:PHE:CZ 1:N:81:ARG:HD3 2.56 0.40
1:D:467:ASN:O 1:D:470:VAL:N 2.40 0.40
1:H:507:LEU:HD12 1:H:511:ARG:O 2.21 0.40
1:K:209:ASN:HB3 1:K:212:LEU:HD12 2.04 0.40
1:P:165:ARG:HD?2 1:P:165:ARG:C 2.41 0.40
1:H:44:GLU:O 1:H:48:LEU:HB2 2.22 0.40
1:E:226:ILE:HA 1:E:226:ILE:HD13 1.96 0.40
1:G:412:LYS:HB3 7:G:2042:HOH:O 2.22 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:1:215:ASP:HA 1:1:216:PRO:HD2 1.94 0.40
1:H:417:PHE:CD1 1:H:444:ALA:HB3 2.56 0.40
1:M:261:ASN:OD1 1:M:264:ARG:NH2 2.54 0.40
1:1:194:LYS:HA 1:1L:195:PRO:HD3 1.84 0.40
1:H:259:ASN:HB3 7:H:2035:HOH:O 2.22 0.40
1:J:432:GLN:H 1:J:432:GLN:HG2 1.69 0.40
1:J:572:TRP:C 1:J:573:PRO:O 2.58 0.40
1:P:48:LEU:O 1:P:49:ASN:HB2 2.21 0.40
1:G:388:VAL:HG22 1:G:415:ILE:HD12 2.03 0.40
1:C:533:GLU:CD 1:C:536:ARG:HH11 2.25 0.40
1:1:108:MSE:CE 1:1:190:CYS:SG 3.08 0.40
1:P:162:ASP:OD1 1:P:162:ASP:C 2.60 0.40
1:D:166:ILE:HD12 1:D:179:ILE:CG1 2.51 0.40
1:L:157:ALA:HB2 1:1L:479:1LE:HD11 2.04 0.40
1:N:194:LYS:HA 1:N:195:PRO:HD3 1.93 0.40
1:K:92:ASN:ND2 1:K:92:ASN:C 2.75 0.40
1:P:243: THR:HG21 1:P:273: TYR:HD2 1.86 0.40
1:G:174:.CYS:HB2 1:G:220:GLY:HA3 2.04 0.40
1:0:316:ALA:HB1 1:0:343:MSE:HE2 2.02 0.40
1:N:184:LEU:HD12 1:N:200:PRO:HB3 2.04 0.40
1:A:303:SER:HB3 1:A:332:VAL:HG21 2.03 0.40
1:C:26: TYR:N 1:C:26:TYR:CD2 2.90 0.40
1:1L:312:ALA:HA 1:1:316:ALA:HB3 2.03 0.40
1:N:395:ILE:O 1:N:396:GLY:C 2.60 0.40
1:G:514:PRO:HA 1:G:515:PRO:HD3 1.93 0.40
1:0:98:LYS:HD3 1:0:560: THR:HG21 2.04 0.40
1:C:505:GLU:HG3 7:C:2064:HOH:O 2.20 0.40
1:C:412:LYS:O 1:C:440:ARG:NH1 2.48 0.40
1:F:395:1LE:O 1:F:396:GLY:C 2.60 0.40
1:J:531:ALA:HB1 1:J:549:LEU:HD22 2.04 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

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.
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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 553/555 (100%) 524 (95%) | 23 (4%) 6 (1%) 177 31
1 B 553/555 (100%) 530 (96%) | 21 (4%) 2 (0%) 39 61
1 C 553/555 (100%) 530 (96%) | 21 (4%) 2 (0%) 39 61
1 D 553/555 (100%) 530 (96%) | 21 (4%) 2 (0%) 39 61
1 E 553/555 (100%) 530 (96%) | 22 (4%) 1 (0%) 52 |75
1 F 553/555 (100%) 529 (96%) | 22 (4%) 2 (0%) 39 61
1 G 553/555 (100%) 531 (96%) | 19 (3%) 3 (0%) 34 55
1 H 553/555 (100%) 534 (97%) | 16 (3%) 3 (0%) 34 55
1 I 553/555 (100%) 535 (97%) | 17 (3%) 1 (0%) 52 |75
1 J 553/555 (100%) 531 (96%) | 19 (3%) 3 (0%) 34 55
1 K 553/555 (100%) 524 (95%) | 27 (5%) 2 (0%) 39 61
1 L 553/555 (100%) 534 (97%) | 14 (2%) 5 (1%) 21 37
1 M 553/555 (100%) 528 (96%) | 23 (4%) 2 (0%) 39 61
1 N 553/555 (100%) 528 (96%) | 21 (4%) 4 (1%) 26 46
1 O 553/555 (100%) 531 (96%) | 18 (3%) 4 (1%) 26 46
1 P 553/555 (100%) 532 (96%) | 18 (3%) 3 (0%) 34 55

All All 8848 /8880 (100%) | 8481 (96%) | 322 (4%) | 45 (0%) 34 55

All (45) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 396 GLY
1 A 573 PRO
1 B 396 GLY
1 C 396 GLY
1 D 396 GLY
1 D 573 PRO
1 E 396 GLY
1 F 573 PRO
1 G 396 GLY
1 G 573 PRO
1 H 396 GLY
1 1 396 GLY
1 J 396 GLY
1 J 573 PRO

Continued on next page...
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Mol | Chain | Res | Type
1 K 396 GLY
1 L 396 GLY
1 M 396 GLY
1 N 352 LYS
1 N 396 GLY
1 N 573 PRO
1 O 396 GLY
1 P 396 GLY
1 P 573 PRO
1 B 468 SER
1 C 468 SER
1 F 396 GLY
1 H 468 SER
1 P 468 SER
1 A 259 ASN
1 A 468 SER
1 L 259 ASN
1 O 573 PRO
1 L 468 SER
1 A 25 GLY
1 G 392 VAL
1 J 392 VAL
1 L 392 VAL
1 O 392 VAL
1 H 392 VAL
1 K 392 VAL
1 N 392 VAL
1 A 392 VAL
1 L 56 PRO
1 M 56 PRO
1 O 56 PRO

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 467/453 (103%) 438 (94%) | 29 (6%) 23 41
1 B 467/453 (103%) 438 (94%) | 29 (6%) 230 41
1 C 467/453 (103%) 437 (94%) | 30 (6%) 22 39
1 D 467/453 (103%) 439 (94%) | 28 (6%) 24 43
1 E 467/453 (103%) 431 (92%) | 36 (8%) 161 30
1 F 467/453 (103%) 434 (93%) | 33 (%) 181 34
1 G 467/453 (103%) 441 (94%) | 26 (6%) 26 47
1 H 467/453 (103%) 437 (94%) | 30 (6%) 22 39
1 I 467/453 (103%) 439 (94%) | 28 (6%) 24 43
1 J 467/453 (103%) 437 (94%) | 30 (6%) 2239
1 K 467/453 (103%) 443 (95%) | 24 (5%) 29 52
1 L 467/453 (103%) 437 (94%) | 30 (6%) 22 39
1 M 467/453 (103%) 432 (92%) | 35 (8%) 177 31
1 N 467/453 (103%) 443 (95%) | 24 (5%) 29 52
1 O 467/453 (103%) 437 (94%) | 30 (6%) 2239
1 P 467/453 (103%) 430 (92%) | 37 (8%) 157 28

All All 7472/7248 (103%) | 6993 (94%) | 479 (6%) 2239

All (479) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 24 LYS
1 A 57 CYS
1 A 59 LEU
1 A 77 SER
1 A 88 LEU
1 A 92 ASN
1 A 114 PRO
1 A 118 LEU
1 A 125 LEU
1 A 136 THR
1 A 160 VAL
1 A 187 TYR
1 A 196 HIS
1 A 251 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 A 322 LEU
1 A 347 LYS
1 A 359 THR
1 A 389 LEU
1 A 402 GLN
1 A 410 PHE
1 A 458 GLN
1 A 459 THR
1 A 476 LEU
1 A 500 GLN
1 A 507 LEU
1 A 533 GLU
1 A 556 GLN
1 A 573 PRO
1 A 575 GLU
1 B 27 GLU
1 B 43 GLU
1 B 57 CYS
1 B 59 LEU
1 B 73 GLU
1 B 88 LEU
1 B 92 ASN
1 B 100 LEU
1 B 105 GLU
1 B 113 THR
1 B 125 LEU
1 B 133 LEU
1 B 165 ARG
1 B 187 TYR
1 B 239 MSE
1 B 251 LEU
1 B 292 LEU
1 B 301 ARG
1 B 310 GLN
1 B 322 LEU
1 B 352 LYS
1 B 389 LEU
1 B 401 GLN
1 B 405 GLN
1 B 458 GLN
1 B 476 LEU
1 B 556 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 B 560 THR
1 B 569 SER
1 C 41 THR
1 C 59 LEU
1 C 88 LEU
1 C 92 ASN
1 C 98 LYS
1 C 118 LEU
1 C 155 ILE
1 C 177 MSE
1 C 196 HIS
1 C 202 MSE
1 C 292 LEU
1 C 322 LEU
1 C 329 LYS
1 C 359 THR
1 C 364 HIS
1 C 378 GLU
1 C 389 LEU
1 C 410 PHE
1 C 438 GLU
1 C 476 LEU
1 C 500 GLN
1 C 507 LEU
1 C 516 LEU
1 C 521 GLN
1 C 556 GLN
1 C 560 THR
1 C 573 PRO
1 C 574 GLU
1 C 575 GLU
1 C 580 LYS
1 D 30 ARG
1 D 59 LEU
1 D 87 SER
1 D 88 LEU
1 D 92 ASN
1 D 133 LEU
1 D 136 THR
1 D 139 ASP
1 D 140 ARG
1 D 196 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 D 240 GLU
1 D 251 LEU
1 D 259 ASN
1 D 322 LEU
1 D 364 HIS
1 D 378 GLU
1 D 389 LEU
1 D 410 PHE
1 D 454 LEU
1 D 476 LEU
1 D 500 GLN
1 D 516 LEU
1 D 521 GLN
1 D 533 GLU
1 D 547 GLU
1 D 556 GLN
1 D 560 THR
1 D 575 GLU
1 E 24 LYS
1 E 27 GLU
1 E 43 GLU
1 E 48 LEU
1 E 57 CYS
1 E 59 LEU
1 E 88 LEU
1 E 92 ASN
1 E 100 LEU
1 E 118 LEU
1 E 125 LEU
1 E 131 ARG
1 E 133 LEU
1 E 187 TYR
1 E 196 HIS
1 E 240 GLU
1 E 245 ARG
1 E 251 LEU
1 E 310 GLN
1 E 322 LEU
1 E 333 SER
1 E 340 ARG
1 E 360 PRO
1 E 364 HIS

Continued on next page...



Page 112 Full wwPDB X-ray Structure Validation Report 1GQ2

Continued from previous page...

Mol | Chain | Res | Type
1 E 368 GLU
1 E 389 LEU
1 E 410 PHE
1 E 435 LYS
1 E 476 LEU
1 E 489 ASP
1 E 492 LEU
1 E 500 GLN
1 E 516 LEU
1 E 560 THR
1 E 573 PRO
1 E 575 GLU
1 F 24 LYS
1 F 30 ARG
1 F 57 CYS
1 F 59 LEU
1 F 88 LEU
1 F 92 ASN
1 F 129 ARG
1 F 133 LEU
1 F 140 ARG
1 F 152 GLU
1 F 177 MSE
1 F 196 HIS
1 F 227 ARG
1 F 244 SER
1 F 251 LEU
1 F 259 ASN
1 F 264 ARG
1 F 292 LEU
1 F 299 LYS
1 F 310 GLN
1 F 322 LEU
1 F 335 GLU
1 F 379 ASP
1 F 389 LEU
1 F 458 GLN
1 F 476 LEU
1 F 516 LEU
1 F 521 GLN
1 F 533 GLU
1 F 556 GLN
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Mol | Chain | Res | Type
1 F 560 THR
1 F 573 PRO
1 F 575 GLU
1 G 48 LEU
1 G 57 CYS
1 G 59 LEU
1 G 88 LEU
1 G 92 ASN
1 G 114 PRO
1 G 125 LEU
1 G 133 LEU
1 G 160 VAL
1 G 196 HIS
1 G 227 ARG
1 G 243 THR
1 G 292 LEU
1 G 322 LEU
1 G 335 GLU
1 G 352 LYS
1 G 363 GLU
1 G 389 LEU
1 G 410 PHE
1 G 412 LYS
1 G 476 LEU
1 G 500 GLN
1 G 507 LEU
1 G 556 GLN
1 G 575 GLU
1 G 580 LYS
1 H 27 GLU
1 H 47 GLN
1 H 48 LEU
1 H 57 CYS
1 H 59 LEU
1 H 62 ASP
1 H 88 LEU
1 H 92 ASN
1 H 111 VAL
1 H 133 LEU
1 H 140 ARG
1 H 165 ARG
1 H 196 HIS
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Mol | Chain | Res | Type
1 H 223 HIS
1 H 251 LEU
1 H 322 LEU
1 H 358 LEU
1 H 359 THR
1 H 389 LEU
1 H 476 LEU
1 H 500 GLN
1 H 505 GLU
1 H 507 LEU
1 H 516 LEU
1 H 539 THR
1 H 547 GLU
1 H 556 GLN
1 H 560 THR
1 H 575 GLU
1 H 578 LYS
1 I 48 LEU
1 I 49 ASN
1 I 59 LEU
1 I 61 GLN
1 I 73 GLU
1 I 88 LEU
1 I 92 ASN
1 I 131 ARG
1 I 133 LEU
1 I 165 ARG
1 I 187 TYR
1 I 223 HIS
1 I 285 SER
1 I 322 LEU
1 I 335 GLU
1 I 340 ARG
1 I 360 PRO
1 I 389 LEU
1 I 410 PHE
1 I 454 LEU
1 I 467 ASN
1 I 476 LEU
1 I 516 LEU
1 I 556 GLN
1 I 560 THR
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Mol | Chain | Res | Type
1 I 569 SER
1 I 575 GLU
1 I 578 LYS
1 J 27 GLU
1 J 59 LEU
1 J 67 SER
1 J 88 LEU
1 J 92 ASN
1 J 116 VAL
1 J 133 LEU
1 J 136 THR
1 J 140 ARG
1 J 165 ARG
1 J 187 TYR
1 J 202 MSE
1 J 251 LEU
1 J 292 LEU
1 J 322 LEU
1 J 363 GLU
1 J 389 LEU
1 J 405 GLN
1 J 476 LEU
1 J 489 ASP
1 J 500 GLN
1 J 504 GLU
1 J 505 GLU
1 J 507 LEU
1 J 521 GLN
1 J 533 GLU
1 J 538 ASN
1 J 556 GLN
1 J 560 THR
1 J 573 PRO
1 K 27 GLU
1 K 49 ASN
1 K 59 LEU
1 K 62 ASP
1 K 88 LEU
1 K 92 ASN
1 K 136 THR
1 K 139 ASP
1 K 165 ARG
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Mol | Chain | Res | Type
1 K 251 LEU
1 K 292 LEU
1 K 310 GLN
1 K 322 LEU
1 K 364 HIS
1 K 389 LEU
1 K 410 PHE
1 K 456 SER
1 K 476 LEU
1 K 489 ASP
1 K 533 GLU
1 K 556 GLN
1 K 560 THR
1 K 569 SER
1 K 578 LYS
1 L 48 LEU
1 L 57 CYS
1 L 59 LEU
1 L 88 LEU
1 L 92 ASN
1 L 152 GLU
1 L 177 MSE
1 L 187 TYR
1 L 196 HIS
1 L 224 LYS
1 L 239 MSE
1 L 245 ARG
1 L 251 LEU
1 L 261 ASN
1 L 310 GLN
1 L 321 ASN
1 L 322 LEU
1 L 352 LYS
1 L 364 HIS
1 L 389 LEU
1 L 456 SER
1 L 476 LEU
1 L 500 GLN
1 L 507 LEU
1 L 539 THR
1 L 547 GLU
1 L 556 GLN
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Mol | Chain | Res | Type
1 L 557 VAL
1 L 575 GLU
1 L 580 LYS
1 M 24 LYS
1 M 27 GLU
1 M 57 CYS
1 M 59 LEU
1 M 88 LEU
1 M 92 ASN
1 M 105 GLU
1 M 125 LEU
1 M 133 LEU
1 M 136 THR
1 M 165 ARG
1 M 196 HIS
1 M 251 LEU
1 M 292 LEU
1 M 310 GLN
1 M 322 LEU
1 M 332 VAL
1 M 336 GLU
1 M 352 LYS
1 M 358 LEU
1 M 360 PRO
1 M 364 HIS
1 M 389 LEU
1 M 433 LEU
1 M 450 ASP
1 M 467 ASN
1 M 476 LEU
1 M 505 GLU
1 M 507 LEU
1 M 538 ASN
1 M 556 GLN
1 M 560 THR
1 M 571 THR
1 M 575 GLU
1 M 578 LYS
1 N 24 LYS
1 N 77 SER
1 N 88 LEU
1 N 92 ASN
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Mol | Chain | Res | Type
1 N 105 GLU
1 N 125 LEU
1 N 133 LEU
1 N 139 ASP
1 N 152 GLU
1 N 187 TYR
1 N 196 HIS
1 N 310 GLN
1 N 321 ASN
1 N 322 LEU
1 N 389 LEU
1 N 410 PHE
1 N 456 SER
1 N 476 LEU
1 N 489 ASP
1 N 507 LEU
1 N 556 GLN
1 N 560 THR
1 N 573 PRO
1 N 578 LYS
1 O 57 CYS
1 O 59 LEU
1 O 88 LEU
1 O 92 ASN
1 O 133 LEU
1 O 165 ARG
1 O 177 MSE
1 O 187 TYR
1 O 196 HIS
1 O 232 ASP
1 O 245 ARG
1 O 251 LEU
1 O 302 LEU
1 O 303 SER
1 O 322 LEU
1 O 335 GLU
1 O 389 LEU
1 O 410 PHE
1 O 467 ASN
1 O 476 LEU
1 O 489 ASP
1 O 507 LEU
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Mol | Chain | Res | Type
1 O 516 LEU
1 O 521 GLN
1 O 533 GLU
1 O 547 GLU
1 O 556 GLN
1 O 560 THR
1 O 571 THR
1 O 575 GLU
1 P 48 LEU
1 P 57 CYS
1 P 58 PHE
1 P 59 LEU
1 P 62 ASP
1 P 73 GLU
1 P 88 LEU
1 P 92 ASN
1 P 113 THR
1 P 118 LEU
1 P 131 ARG
1 P 140 ARG
1 P 152 GLU
1 P 153 SER
1 P 155 ILE
1 P 183 LYS
1 P 196 HIS
1 P 251 LEU
1 P 264 ARG
1 P 292 LEU
1 P 310 GLN
1 P 322 LEU
1 P 385 LYS
1 P 389 LEU
1 P 410 PHE
1 P 438 GLU
1 P 454 LEU
1 P 476 LEU
1 P 500 GLN
1 P 507 LEU
1 P 508 GLN
1 P 516 LEU
1 P 521 GLN
1 P 533 GLU

Continued on next page...
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Mol | Chain | Res | Type
1 P 556 GLN
1 P 560 THR
1 P 573 PRO

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (286) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 33 HIS
1 A 35 ASN
1 A 61 GLN
1 A 64 GLN
1 A 89 GLN
1 A 92 ASN
1 A 122 HIS
1 A 223 HIS
1 A 229 GLN
1 A 305 HIS
1 A 310 GLN
1 A 328 GLN
1 A 432 GLN
1 A 008 GLN
1 A 545 GLN
1 A 556 GLN
1 B 33 HIS
1 B 35 ASN
1 B 61 GLN
1 B 64 GLN
1 B 89 GLN
1 B 92 ASN
1 B 223 HIS
1 B 305 HIS
1 B 328 GLN
1 B 364 HIS
1 B 401 GLN
1 B 402 GLN
1 B 432 GLN
1 B 458 GLN
1 B 508 GLN
1 B 521 GLN
1 B 037 ASN
1 B 045 GLN
1 B 256 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 C 35 ASN
1 C 46 GLN
1 C 61 GLN
1 C 64 GLN
1 C 89 GLN
1 C 92 ASN
1 C 197 GLN
1 C 223 HIS
1 C 229 GLN
1 C 305 HIS
1 C 328 GLN
1 C 401 GLN
1 C 402 GLN
1 C 458 GLN
1 C 508 GLN
1 C 537 ASN
1 C 545 GLN
1 C 556 GLN
1 D 33 HIS
1 D 35 ASN
1 D 61 GLN
1 D 64 GLN
1 D 89 GLN
1 D 92 ASN
1 D 196 HIS
1 D 229 GLN
1 D 259 ASN
1 D 305 HIS
1 D 328 GLN
1 D 401 GLN
1 D 432 GLN
1 D 458 GLN
1 D 467 ASN
1 D 508 GLN
1 D 521 GLN
1 D 545 GLN
1 D 556 GLN
1 D 563 ASN
1 E 35 ASN
1 E 46 GLN
1 E 49 ASN
1 E 61 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 E 64 GLN
1 E 92 ASN
1 E 122 HIS
1 E 223 HIS
1 E 305 HIS
1 E 328 GLN
1 E 500 GLN
1 E 538 ASN
1 E 545 GLN
1 F 33 HIS
1 F 35 ASN
1 F 61 GLN
1 F 64 GLN
1 F 89 GLN
1 F 92 ASN
1 F 197 GLN
1 F 223 HIS
1 F 259 ASN
1 F 267 HIS
1 F 305 HIS
1 F 328 GLN
1 F 432 GLN
1 F 458 GLN
1 F 467 ASN
1 F 521 GLN
1 F 545 GLN
1 F 556 GLN
1 G 33 HIS
1 G 35 ASN
1 G 51 HIS
1 G 61 GLN
1 G 64 GLN
1 G 89 GLN
1 G 92 ASN
1 G 122 HIS
1 G 148 GLN
1 G 223 HIS
1 G 229 GLN
1 G 305 HIS
1 G 328 GLN
1 G 401 GLN
1 G 432 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 G 467 ASN
1 G 521 GLN
1 G 545 GLN
1 G 556 GLN
1 H 33 HIS
1 H 35 ASN
1 H 49 ASN
1 H 61 GLN
1 H 64 GLN
1 H 89 GLN
1 H 92 ASN
1 H 148 GLN
1 H 223 HIS
1 H 229 GLN
1 H 271 ASN
1 H 305 HIS
1 H 321 ASN
1 H 328 GLN
1 H 367 HIS
1 H 376 ASN
1 H 401 GLN
1 H 405 GLN
1 H 432 GLN
1 H 508 GLN
1 H 521 GLN
1 H 537 ASN
1 H 545 GLN
1 H 556 GLN
1 I 33 HIS
1 I 35 ASN
1 I 61 GLN
1 I 64 GLN
1 I 89 GLN
1 I 92 ASN
1 I 121 GLN
1 I 122 HIS
1 I 229 GLN
1 I 305 HIS
1 I 328 GLN
1 I 405 GLN
1 I 458 GLN
1 I 467 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 I 537 ASN
1 I 545 GLN
1 I 556 GLN
1 J 33 HIS
1 J 35 ASN
1 J 49 ASN
1 J 61 GLN
1 J 64 GLN
1 J 89 GLN
1 J 92 ASN
1 J 122 HIS
1 J 223 HIS
1 J 259 ASN
1 J 305 HIS
1 J 328 GLN
1 J 364 HIS
1 J 432 GLN
1 J 467 ASN
1 J 545 GLN
1 J 556 GLN
1 J 563 ASN
1 K 33 HIS
1 K 35 ASN
1 K 46 GLN
1 K 61 GLN
1 K 64 GLN
1 K 89 GLN
1 K 92 ASN
1 K 148 GLN
1 K 197 GLN
1 K 259 ASN
1 K 305 HIS
1 K 310 GLN
1 K 401 GLN
1 K 402 GLN
1 K 432 GLN
1 K 467 ASN
1 K 508 GLN
1 K 545 GLN
1 K 556 GLN
1 L 35 ASN
1 L 49 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 L 51 HIS
1 L 61 GLN
1 L 64 GLN
1 L 89 GLN
1 L 92 ASN
1 L 148 GLN
1 L 223 HIS
1 L 261 ASN
1 L 305 HIS
1 L 310 GLN
1 L 321 ASN
1 L 328 GLN
1 L 432 GLN
1 L 467 ASN
1 L 500 GLN
1 L 537 ASN
1 L 556 GLN
1 M 33 HIS
1 M 35 ASN
1 M 51 HIS
1 M 61 GLN
1 M 64 GLN
1 M 89 GLN
1 M 92 ASN
1 M 223 HIS
1 M 305 HIS
1 M 401 GLN
1 M 405 GLN
1 M 432 GLN
1 M 467 ASN
1 M 508 GLN
1 M 545 GLN
1 M 556 GLN
1 N 33 HIS
1 N 35 ASN
1 N 61 GLN
1 N 64 GLN
1 N 89 GLN
1 N 92 ASN
1 N 223 HIS
1 N 259 ASN
1 N 305 HIS

Continued on next page...



Page 126

Full wwPDB X-ray Structure Validation Report

1GQ2

Continued from previous page...

Mol | Chain | Res | Type
1 N 328 GLN
1 N 458 GLN
1 N 464 GLN
1 N 467 ASN
1 N 508 GLN
1 N 545 GLN
1 N 556 GLN
1 O 33 HIS
1 O 35 ASN
1 O 61 GLN
1 O 64 GLN
1 O 89 GLN
1 O 92 ASN
1 O 223 HIS
1 O 267 HIS
1 O 305 HIS
1 O 328 GLN
1 O 401 GLN
1 O 402 GLN
1 O 405 GLN
1 O 432 GLN
1 O 467 ASN
1 O 508 GLN
1 O 537 ASN
1 O 545 GLN
1 O 556 GLN
1 P 33 HIS
1 P 35 ASN
1 P 61 GLN
1 P 64 GLN
1 P 89 GLN
1 P 92 ASN
1 P 223 HIS
1 P 229 GLN
1 P 305 HIS
1 P 402 GLN
1 P 432 GLN
1 P 500 GLN
1 P 508 GLN
1 P 545 GLN
1 P 556 GLN
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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 carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 117 ligands modelled in this entry, 85 are monoatomic - leaving 32 for Mogul analysis.

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

the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | RMSZg #|Z| > 2 | Counts RMSZg 47| > 2
2 | NAP | A 1581 - [425252] 1.73 | 9(21%) | 54,8080 | 2.10 | 5 (9%)
3 | OXL | A | 1583| 4 0,55 | 0.00 - 0,66 | 0.00 -
2 [ NAP | B [1581] - [425252] 1.60 | 8(19%) | 54.80,80 | 2.04 | 8 (14%)
3 | OXL | B | 1582] 4 0,55 | 0.00 - 0,66 | 0.00 -
2 [ NAP | C [1581] - [425252] 1.68 | 6(14%) | 54,8080 | 2.07 | 7 (12%)
3 | OXL | C |1582] 4 0,55 | 0.00 - 0,66 | 0.00 -
2 [ NAP| D [1581] - [425252] 1.60 | 8 (19%) | 54,8080 | 2.16 | 7 (12%)
3 | OXL | D |1582] 46 | 055 | 0.00 - 0,66 | 0.00 -
2 [ NAP | E [1581] - [425252] 171 | 8(19%) | 54,8080 | 211 | 6 (11%)
3 |OXL | E |1582] 4 0,55 | 0.00 - 0,66 | 0.00 -
2 [ NAP | F [1581] - |[425252] 1.58 | 7(16%) | 54,8080 | 211 | 8 (14%)
3 |OXL | F |1582] 4 0,55 | 0.00 - 0,66 | 0.00 -
2 [ NAP | G [1581] - [425252] 1.63 | 6(14%) | 54,8080 | 210 | 6 (11%)
3 | OXL | G |1582] 4 0,55 | 0.00 - 0,66 | 0.00 -
2 [ NAP | H [1581] - |[425252] 1.68 | 8(19%) | 54,8080 | 2.13 | 7 (12%)
3 | OXL | H |1582] 4 0,55 | 0.00 - 0,66 | 0.00 -

gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2 | Counts RMSZg HZ| > 2
2 | NAP I [1581 | - 425252 | 1.75 | 11 (26%) | 54,80,.80 | 2.12 | 8 (14%)
3 OXL I 1582 4 0,5,5 0.00 - 0,6,6 0.00 -
2 NAP J 1581 - 42,5252 | 1.66 8 (19%) | 54,80,80 | 2.15 8 (14%)
3 OXL J 1582 4 0,5,5 0.00 - 0,6,6 0.00 -
2 | NAP [ K |1581| - [425252| 175 | 8(19%) | 54,80,80 | 212 | 7 (12%)
3 OXL K 1582 4 0,5,5 0.00 - 0,6,6 0.00 -
2 | NAP | L |1581| - [425252] 1.79 | 10 (23%) | 54,80,80 | 2.10 | 6 (11%)
3 OXL L 1582 4 0,5,5 0.00 - 0,6,6 0.00 -
2 NAP M 1581 - 42,52,52 | 1.59 8 (19%) | 54,80,80 | 2.05 7 (12%)
3 OXL M 1582 4 0,5,5 0.00 - 0,6,6 0.00 -
2 | NAP | N | 1581 | - [425252| 1.74 | 8(19%) |54,80,80 | 2.12 | 8 (14%)
3 OXL N 1582 4 0,5,5 0.00 - 0,6,6 0.00 -
2 | NAP [ O 1581 - [425252] 1.68 | 9(21%) |54,80,80 | 213 | 7 (12%)
3 OXL O 1582 4 0,5,5 0.00 - 0,6,6 0.00 -
2 NAP P 1581 - 42.52.52 | 1.55 8 (19%) | 54,80,80 | 2.08 7 (12%)
3 OXL P 1582 4 0,5,5 0.00 - 0,6,6 0.00 -

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. ’-’
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 NAP A 1581 - - 0/27/67/67 | 0/5/5/5
3 OXL A 1583 4 - 0/0/4/4 |0/0/0/0
2 NAP B 1581 - - 0/27/67/67 | 0/5/5/5
3 OXL B 1582 4 - 0/0/4/4 |0/0/0/0
2 NAP C 1581 - - 0/27/67/67 | 0/5/5/5
3 OXL C 1582 4 - 0/0/4/4 | 0/0/0/0
2 NAP D 1581 - - 0/27/67/67 | 0/5/5/5
3 OXL D 1582 | 4.6 - 0/0/4/4 | 0/0/0/0
2 NAP E 1581 - - 0/27/67/67 | 0/5/5/5
3 OXL E 1582 4 - 0/0/4/4 |0/0/0/0
2 NAP F 1581 - - 0/27/67/67 | 0/5/5/5
3 OXL F 1582 4 - 0/0/4/4 |0/0/0/0
2 NAP G 1581 - - 0/27/67/67 | 0/5/5/5
3 OXL G 1582 4 - 0/0/4/4 | 0/0/0/0
2 NAP H 1581 - - 0/27/67/67 | 0/5/5/5
3 OXL H 1582 4 - 0/0/4/4 | 0/0/0/0
2 NAP I 1581 - - 0/27/67/67 | 0/5/5/5
3 OXL I 1582 4 - 0/0/4/4 |0/0/0/0
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
5 | NAD | J | 1581 - — 1 0/27/67/67 | 0/5/5/5
3 | OXL | J | 15%2] 4 - 0/0/4/4 | 0/0/0/0
9 | NAP | K | 1581 - - 0/27/67/67 | 0/5/5/5
3 | OXL | K | 15%2] 4 - 0/0/4/4 | 0/0/0/0
2 | NAP L 1581 - - 0/27/67/67 | 0/5/5/5
3 | OXL | L |1582]| 4 - 0/0/4/4 | 0/0/0/0
2 | NAD | M | 1581 - = | 0/27/67/67 | 0/5/5/5
3 | OXL | M | 1582 4 - 0/0/4/2 | 0/0/0/0
9 | NAP | N | 1581 - - 0/27/67/67 | 0/5/5/5
3 | OXL | N | 1582 4 - 0/0/4/4 | 0/0/0/0
9 | NAP | O | 1581 - - 0/27/67/67 | 0/5/5/5
3 | OXL | O |1582]| 4 - 0/0/4/4 | 0/0/0/0
2 | NAP | P | 1581 - T | 0/27/67/67 | 0/5/5/5
3 | OXL | P |1582| 4 - 0/0/4/24 | 0/0/0/0

All (130) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 D 1581 | NAP | C5A-C4A | -3.46 1.32 1.40
2 J 1581 | NAP | C5A-C4A | -3.34 1.33 1.40
2 P 1581 | NAP | C5A-C4A | -3.31 1.33 1.40
2 F 1581 | NAP | C5A-C4A | -3.30 1.33 1.40
2 L 1581 | NAP | C5A-C4A | -3.22 1.33 1.40
2 G 1581 | NAP | C5A-C4A | -3.18 1.33 1.40
2 I 1581 | NAP | C5A-C4A | -3.11 1.33 1.40
2 H 1581 | NAP | C5A-C4A | -3.11 1.33 1.40
2 K 1581 | NAP | C5A-C4A | -3.05 1.33 1.40
2 A 1581 | NAP | C5A-C4A | -3.04 1.33 1.40
2 C 1581 | NAP | C5A-C4A | -3.02 1.33 1.40
2 B 1581 | NAP | C5A-C4A | -3.01 1.33 1.40
2 E 1581 | NAP | C5A-C4A | -3.00 1.33 1.40
2 O 1581 | NAP | C5A-C4A | -2.99 1.33 1.40
2 N 1581 | NAP | C5A-C4A | -2.95 1.33 1.40
2 M 1581 | NAP | C5A-C4A | -2.79 1.34 1.40
2 P 1581 | NAP | C5A-NTA | -2.47 1.31 1.39
2 E 1581 | NAP | C5A-NT7A | -2.40 1.31 1.39
2 M 1581 | NAP | C5A-N7A | -2.39 1.31 1.39
2 D 1581 | NAP | C5A-N7A | -2.35 1.31 1.39
2 L 1581 | NAP | C5A-NT7A | -2.34 1.31 1.39
2 O 1581 | NAP | C3B-C2B | -2.34 1.47 1.53
2 O 1581 | NAP | C5A-NT7A | -2.33 1.31 1.39
2 A 1581 | NAP | C5A-NT7A | -2.30 1.31 1.39
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 K 1581 | NAP | C5A-NT7A | -2.25 1.31 1.39
2 N 1581 | NAP | C5A-N7A | -2.23 1.31 1.39
2 J 1581 | NAP | C5A-NT7A | -2.20 1.32 1.39
2 H 1581 | NAP | C5A-N7A | -2.19 1.32 1.39
2 I 1581 | NAP | C5A-NT7A | -2.12 1.32 1.39
2 B 1581 | NAP | C5A-NT7A | -2.10 1.32 1.39
2 F 1581 | NAP | C5A-NT7A | -2.02 1.32 1.39
2 I 1581 | NAP | O4D-C4D | 2.02 1.49 1.45
2 I 1581 | NAP | C5N-C4N | 2.03 1.43 1.38
2 N 1581 | NAP | C2A-N1A | 2.06 1.37 1.33
2 A 1581 | NAP | C2A-N1A | 2.08 1.37 1.33
2 P 1581 | NAP | C5N-C4AN | 2.09 1.43 1.38
2 L 1581 | NAP | C5N-C4N | 2.10 1.43 1.38
2 B 1581 | NAP | C2A-N1A | 2.10 1.37 1.33
2 L 1581 | NAP | C4AN-C3N | 2.14 1.42 1.39
2 O 1581 | NAP | O4D-C4D | 2.15 1.50 1.45
2 J 1581 | NAP | C2A-N1A | 2.15 1.38 1.33
2 I 1581 | NAP | C2A-N1A | 2.18 1.38 1.33
2 A 1581 | NAP | C4N-C3N | 2.20 1.43 1.39
2 D 1581 | NAP | C2A-N1A | 2.21 1.38 1.33
2 K 1581 | NAP | C4N-C3N | 2.25 1.43 1.39
2 H 1581 | NAP | O4D-C4D | 2.28 1.50 1.45
2 G 1581 | NAP | C3N-C7N | 2.30 1.54 1.50
2 M 1581 | NAP | C2A-N1A | 2.30 1.38 1.33
2 L 1581 | NAP | C2A-N1A | 2.31 1.38 1.33
2 E 1581 | NAP | C2A-N1A | 2.34 1.38 1.33
2 I 1581 | NAP | C4N-C3N | 2.40 1.43 1.39
2 O 1581 | NAP | C3N-C7N | 2.41 1.54 1.50
2 N 1581 | NAP | C3N-C7N | 2.45 1.54 1.50
2 P 1581 | NAP | C3N-C7N | 2.55 1.54 1.50
2 H 1581 | NAP | C3N-C7N | 2.56 1.54 1.50
2 J 1581 | NAP | C3N-C7N | 2.58 1.54 1.50
2 D 1581 | NAP | C3N-C7N | 2.67 1.54 1.50
2 F 1581 | NAP | O4D-C1D | 2.67 1.44 1.41
2 P 1581 | NAP | O4D-C1D | 2.71 1.44 1.41
2 M 1581 | NAP | C3N-C7N | 2.73 1.54 1.50
2 B 1581 | NAP | C3N-C7N | 2.77 1.54 1.50
2 M 1581 | NAP | C2A-N3A | 2.78 1.37 1.32
2 O 1581 | NAP | C6N-NIN | 2.79 1.43 1.35
2 B 1581 | NAP | O4D-C1D | 2.80 1.44 141
2 I 1581 | NAP | C2A-N3A | 2.82 1.37 1.32
2 O 1581 | NAP | C2A-N3A | 2.83 1.37 1.32
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 M 1581 | NAP | O4D-C1D | 2.83 1.44 1.41
2 C 1581 | NAP | C2A-N3A | 2.85 1.37 1.32
2 F 1581 | NAP | C2A-N3A | 2.87 1.37 1.32
2 D 1581 | NAP | C2A-N3A | 2.89 1.37 1.32
2 J 1581 | NAP | C2A-N3A | 2.91 1.37 1.32
2 K 1581 | NAP | C2A-N3A | 2.99 1.37 1.32
2 A 1581 | NAP | C2A-N3A | 3.02 1.37 1.32
2 G 1581 | NAP | C2A-N3A | 3.03 1.37 1.32
2 D 1581 | NAP | C6N-NIN | 3.04 1.43 1.35
2 C 1581 | NAP | C6N-NIN | 3.07 1.43 1.35
2 P 1581 | NAP | C2A-N3A | 3.11 1.37 1.32
2 H 1581 | NAP | C6N-NIN | 3.13 1.43 1.35
2 L 1581 | NAP | C2A-N3A | 3.15 1.37 1.32
2 F 1581 | NAP | C3N-C7N | 3.16 1.55 1.50
2 A 1581 | NAP | C3N-C7N | 3.18 1.55 1.50
2 M 1581 | NAP | C6N-NIN | 3.25 1.44 1.35
2 G 1581 | NAP | C6N-NIN | 3.30 1.44 1.35
2 B 1581 | NAP | C2A-N3A | 3.31 1.38 1.32
2 E 1581 | NAP | C6N-NIN | 3.31 1.44 1.35
2 E 1581 | NAP | C2A-N3A | 3.31 1.38 1.32
2 O 1581 | NAP | O4B-C1B | 3.32 1.45 1.41
2 J 1581 | NAP | O4B-C1B | 3.34 1.45 1.41
2 J 1581 | NAP | C6N-NIN | 3.34 1.44 1.35
2 H 1581 | NAP | C2A-N3A | 3.36 1.38 1.32
2 B 1581 | NAP | C6N-NIN | 3.39 1.44 1.35
2 L 1581 | NAP | C6N-NIN | 3.40 1.44 1.35
2 F 1581 | NAP | O4B-C1B | 341 1.45 141
2 P 1581 | NAP | O4B-C1B | 3.42 1.45 1.41
2 L 1581 | NAP | O4D-C1D | 3.45 1.45 1.41
2 P 1581 | NAP | C6N-NIN | 3.47 1.44 1.35
2 A 1581 | NAP | C6N-NIN | 3.47 1.44 1.35
2 K 1581 | NAP | C6N-NIN | 3.48 1.44 1.35
2 D 1581 | NAP | O4D-C1D | 3.49 1.45 141
2 L 1581 | NAP | C3N-C7N | 3.51 1.56 1.50
2 N 1581 | NAP | C6N-NIN | 3.55 1.45 1.35
2 K 1581 | NAP | C3N-C7N | 3.55 1.56 1.50
2 E 1581 | NAP | C3N-C7N | 3.55 1.56 1.50
2 F 1581 | NAP | C6N-NIN | 3.56 1.45 1.35
2 I 1581 | NAP | C3N-C7N | 3.59 1.56 1.50
2 I 1581 | NAP | O4D-C1D | 3.61 1.45 141
2 C 1581 | NAP | C3N-C7N | 3.64 1.56 1.50
2 N 1581 | NAP | O4D-C1D | 3.65 1.45 1.41
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 D) 1581 | NAP | O4B-C1B | 3.66 1.45 1.41
2 N 1581 | NAP | C2A-N3A | 3.75 1.38 1.32
2 K 1581 | NAP | O4D-C1D | 3.76 1.46 1.41
2 I 1581 | NAP | O4B-C1B | 3.78 1.46 1.41
2 I 1581 | NAP | C6N-NIN | 3.86 1.45 1.35
2 B 1581 | NAP | O4B-C1B | 3.92 1.46 1.41
2 G 1581 | NAP | O4B-C1B | 3.96 1.46 1.41
2 M 1581 | NAP | O4B-C1B | 4.05 1.46 1.41
2 A 1581 | NAP | O4D-C1D | 4.05 1.46 1.41
2 C 1581 | NAP | O4D-C1D | 4.09 1.46 1.41
2 N 1581 | NAP | O4B-C1B | 4.10 1.46 1.41
2 C 1581 | NAP | O4B-C1B | 4.15 1.46 141
2 H 1581 | NAP | O4B-C1B | 4.17 1.46 1.41
2 E 1581 | NAP | O4D-C1D | 4.20 1.46 1.41
2 G 1581 | NAP | O4D-C1D | 4.24 1.46 1.41
2 D 1581 | NAP | O4B-C1B | 4.25 1.46 1.41
2 J 1581 | NAP | O4D-C1D | 4.43 1.46 1.41
2 H 1581 | NAP | O4D-C1D | 4.74 1.47 1.41
2 O 1581 | NAP | O4D-C1D | 4.89 1.47 1.41
2 L 1581 | NAP | O4B-C1B | 4.95 1.47 1.41
2 A 1581 | NAP | O4B-C1B | 4.95 1.47 1.41
2 K 1581 | NAP | O4B-C1B | 5.21 1.47 1.41

All (112) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 D 1581 | NAP | N3A-C2A-N1A | -11.45 120.13 128.89
2 J 1581 | NAP | N3A-C2A-N1A | -11.11 120.39 128.89
2 G 1581 | NAP | N3A-C2A-N1A | -11.06 120.43 128.89
2 L 1581 | NAP | N3A-C2A-N1A | -11.00 120.47 128.89
2 H 1581 | NAP | N3A-C2A-N1A | -10.96 120.50 128.89
2 O 1581 | NAP | N3A-C2A-N1A | -10.90 120.55 128.89
2 A 1581 | NAP | N3A-C2A-N1A | -10.87 120.57 128.89
2 E 1581 | NAP | N3A-C2A-N1A | -10.85 120.59 128.89
2 F 1581 | NAP | N3A-C2A-N1A | -10.84 120.59 128.89
2 K 1581 | NAP | N3A-C2A-N1A | -10.78 120.64 128.89
2 I 1581 | NAP | N3A-C2A-N1A | -10.75 120.66 128.89
2 P 1581 | NAP | N3A-C2A-N1A | -10.74 120.67 128.89
2 N 1581 | NAP | N3A-C2A-N1A | -10.71 120.69 128.89
2 M 1581 | NAP | N3A-C2A-N1A | -10.52 120.84 128.89
2 B 1581 | NAP | N3A-C2A-N1A | -10.47 120.88 128.89
2 C 1581 | NAP | N3A-C2A-N1A | -10.43 120.91 128.89
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 N 1581 | NAP | C4B-O4B-C1B | -3.79 105.55 109.72
2 I 1581 | NAP | C4B-O4B-C1B | -3.78 105.56 109.72
2 J 1581 | NAP | C4B-O4B-C1B | -3.72 105.63 109.72
2 L 1581 | NAP | C4B-O4B-C1B | -3.68 105.68 109.72
2 K 1581 | NAP | C4B-O4B-C1B | -3.67 105.69 109.72
2 C 1581 | NAP | C4B-O4B-C1B | -3.66 105.69 109.72
2 O 1581 | NAP | C4B-O4B-C1B | -3.49 105.89 109.72
2 B 1581 | NAP | C4B-O4B-C1B | -3.43 105.95 109.72
2 D 1581 | NAP | C4B-O4B-C1B | -3.34 106.05 109.72
2 P 1581 | NAP | C4B-O4B-C1B | -3.28 106.12 109.72
2 G 1581 | NAP | C4B-O4B-C1B | -3.23 106.17 109.72
2 F 1581 | NAP | C4B-O4B-C1B | -3.04 106.38 109.72
2 A 1581 | NAP | C4B-O4B-C1B | -3.03 106.39 109.72
2 M 1581 | NAP | C4B-O4B-C1B | -3.02 106.40 109.72
2 O 1581 | NAP | C4D-O4D-C1D | -3.01 106.41 109.72
2 E 1581 | NAP | C4B-O4B-C1B | -2.99 106.43 109.72
2 H 1581 | NAP | C4D-O4D-C1D | -2.96 106.47 109.72
2 I 1581 | NAP | C4D-O4D-C1D | -2.70 106.75 109.72
2 F 1581 | NAP | C4D-O4D-C1D | -2.59 106.87 109.72
2 C 1581 | NAP | C3N-C7N-N7N | -2.43 115.16 117.82
2 N 1581 | NAP | C4D-O4D-C1D | -2.41 107.07 109.72
2 E 1581 | NAP | C3N-C7N-N7N | -2.37 115.22 117.82
2 J 1581 | NAP | C4D-O4D-C1D | -2.37 107.11 109.72
2 K 1581 | NAP | C3N-C7N-N7N | -2.34 115.26 117.82
2 P 1581 | NAP | C3N-C7N-N7N | -2.33 115.27 117.82
2 H 1581 | NAP | C4B-O4B-C1B | -2.33 107.16 109.72
2 J 1581 | NAP | C1B-N9A-C4A | -2.33 123.43 126.94
2 B 1581 | NAP | C4D-O4D-C1D | -2.28 107.21 109.72
2 H 1581 | NAP | C3N-C7N-N7N | -2.25 115.35 117.82
2 D 1581 | NAP | C4D-O4D-C1D | -2.23 107.27 109.72
2 M 1581 | NAP | C3N-C7N-N7N | -2.20 115.40 117.82
2 D 1581 | NAP | C1B-N9A-C4A | -2.17 123.67 126.94
2 F 1581 | NAP | C3N-C7N-N7N | -2.16 115.45 117.82
2 G 1581 | NAP | C3N-C7N-N7N | -2.16 115.45 117.82
2 J 1581 | NAP | C3N-C7N-N7N | -2.12 115.50 117.82
2 M 1581 | NAP | C4D-0O4D-C1D | -2.11 107.40 109.72
2 N 1581 | NAP | C3N-C7N-N7N | -2.10 115.52 117.82
2 B 1581 | NAP | C3N-C7N-N7N | -2.10 115.52 117.82
2 I 1581 | NAP | C1B-N9A-C4A | -2.09 123.79 126.94
2 K 1581 | NAP | C4D-O4D-C1D | -2.07 107.45 109.72
2 P 1581 | NAP | C4D-O4D-C1D | -2.05 107.46 109.72
2 L 1581 | NAP | C3N-C7N-N7N | -2.00 115.62 117.82
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 C 1581 | NAP | O4B-C1B-N9A | 2.16 112.62 108.10
2 O 1581 | NAP | O4B-C1B-N9A | 2.20 112.71 108.10
2 B 1581 | NAP | O4B-C1B-N9A | 2.35 113.02 108.10
2 N 1581 | NAP | O4B-C1B-N9A | 2.43 113.18 108.10
2 I 1581 | NAP | O4B-C1B-N9A | 2.53 113.39 108.10
2 F 1581 | NAP | O4B-C1B-N9A | 2.54 113.41 108.10
2 C 1581 | NAP | O4D-C1D-N1IN | 2.77 111.17 108.13
2 P 1581 | NAP | O4D-C1D-N1N | 3.32 111.78 108.13
2 M 1581 | NAP | O4D-C1D-NIN | 3.39 111.86 108.13
2 B 1581 | NAP | O4D-C1D-NIN | 3.50 111.98 108.13
2 N 1581 | NAP | O4D-C1D-NIN | 3.58 112.07 108.13
2 J 1581 | NAP | O4D-C1D-N1IN | 3.64 112.12 108.13
2 L 1581 | NAP | O4D-C1D-N1IN | 3.64 112.13 108.13
2 K 1581 | NAP | O4D-C1D-N1N | 3.67 112.16 108.13
2 E 1581 | NAP | O4D-C1D-N1N | 3.68 112.18 108.13
2 F 1581 | NAP | O4D-C1D-NIN | 3.75 112.26 108.13
2 G 1581 | NAP | O4D-C1D-NIN | 3.77 112.27 108.13
2 A 1581 | NAP | O4D-C1D-NIN | 3.79 112.29 108.13
2 D 1581 | NAP | O4D-C1D-N1N | 3.89 112.41 108.13
2 I 1581 | NAP | O4D-C1D-N1N | 3.91 112.43 108.13
2 O 1581 | NAP | O4D-C1D-N1N | 4.19 112.73 108.13
2 H 1581 | NAP | O4D-C1D-NIN | 4.30 112.86 108.13
2 H 1581 | NAP | C4A-C5A-NTA | 4.41 113.53 109.48
2 B 1581 | NAP | C4A-C5A-NTA | 4.41 113.54 109.48
2 M 1581 | NAP | C4A-C5A-NT7A | 4.42 113.54 109.48
2 C 1581 | NAP | C4A-C5A-N7A | 4.42 113.54 109.48
2 L 1581 | NAP | C4A-C5A-N7A | 4.46 113.58 109.48
2 N 1581 | NAP | C4A-C5A-N7A | 4.49 113.61 109.48
2 F 1581 | NAP | C4A-C5A-N7A | 4.49 113.61 109.48
2 P 1581 | NAP | C4A-C5A-N7A | 4.50 113.62 109.48
2 J 1581 | NAP | C4A-C5A-NT7A | 4.53 113.64 109.48
2 I 1581 | NAP | C4A-C5A-N7A | 4.53 113.64 109.48
2 K 1581 | NAP | C4A-C5A-N7A | 4.63 113.73 109.48
2 D 1581 | NAP | C4A-C5A-N7A | 4.65 113.76 109.48
2 G 1581 | NAP | C4A-C5A-N7A | 4.66 113.76 109.48
2 E 1581 | NAP | C4A-C5A-NTA | 4.66 113.77 109.48
2 O 1581 | NAP | C4A-C5A-NTA | 4.74 113.84 109.48
2 A 1581 | NAP | C4A-C5A-NTA | 4.79 113.88 109.48
2 O 1581 | NAP | P2B-O2B-C2B | 5.14 133.89 121.56
2 D 1581 | NAP | P2B-O2B-C2B | 5.23 134.10 121.56
2 B 1581 | NAP | P2B-O2B-C2B | 5.28 134.23 121.56
2 F 1581 | NAP | P2B-O2B-C2B | 5.29 134.25 121.56

Continued on next page...
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 J 1581 | NAP | P2B-O2B-C2B | 5.30 134.27 121.56
2 G 1581 | NAP | P2B-O2B-C2B | 5.35 134.40 121.56
2 M 1581 | NAP | P2B-O2B-C2B | 5.42 134.56 121.56
2 I 1581 | NAP | P2B-O2B-C2B | 5.51 134.77 121.56
2 L 1581 | NAP | P2B-O2B-C2B | 5.61 135.02 121.56
2 P 1581 | NAP | P2B-O2B-C2B | 5.66 135.15 121.56
2 C 1581 | NAP | P2B-O2B-C2B | 5.69 135.20 121.56
2 K 1581 | NAP | P2B-O2B-C2B | 5.70 135.22 121.56
2 H 1581 | NAP | P2B-O2B-C2B | 5.76 135.37 121.56
2 A 1581 | NAP | P2B-O2B-C2B | 5.78 135.43 121.56
2 N 1581 | NAP | P2B-O2B-C2B | 5.80 135.47 121.56
2 E 1581 | NAP | P2B-O2B-C2B | 5.84 135.58 121.56

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

29 monomers are involved in 65 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 1581 | NAP 4 0
3 A 1583 | OXL 1 0
2 B 1581 | NAP 4 0
3 B 1582 | OXL 1 0
2 C 1581 | NAP 2 0
3 C 1582 | OXL 3 0
2 D 1581 | NAP 2 0
3 D 1582 | OXL 2 0
2 E 1581 | NAP 3 0
3 E 1582 | OXL 1 0
2 F 1581 | NAP 2 0
3 F 1582 | OXL 1 0
2 G 1581 | NAP 3 0
3 G 1582 | OXL 1 0
2 H 1581 | NAP 3 0
3 H 1582 | OXL 1 0
2 I 1581 | NAP 3 0
2 J 1581 | NAP 4 0
3 J 1582 | OXL 1 0
2 K 1581 | NAP 5 0
3 K 1582 | OXL 1 0
2 L 1581 | NAP 5 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 L 1582 | OXL 1 0
2 M 1581 | NAP 3 0
2 N 1581 | NAP 3 0
3 N 1582 | OXL 1 0
2 O 1581 | NAP 2 0
2 P 1581 | NAP 1 0
3 P 1582 | OXL 1 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
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