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This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.

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

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

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

MolProbity : 4-5-2 with Phenix2.0

Xtriage (Phenix) : 2.0

EDS : 3.0

Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

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

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

The reported resolution of this entry is 3.70 A.

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

Metric Percentile Ranks Value
Rfree 0 M (343
Clashscore 0 - 34
Ramachandran outliers IS | D 0.3%
Sidechain outliers NN 0
RSRZ outliers NN 0.1%
Worse Better

I Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 180053 1131 (3.80-3.60)
Clashscore 190562 1171 (3.80-3.60)
Ramachandran outliers 187476 1129 (3.80-3.60)
Sidechain outliers 187428 1126 (3.80-3.60)
RSRZ outliers 180081 1130 (3.80-3.60)

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

Mol | Chain | Length Quality of chain
1 A 336 43% 53% -
1 B 336 38% 57% o
1 C 336 41% 56% -
1 D 336 47% 47% A
1 I 336 43% 53% o

Continued on next page...
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Mol | Chain | Length Quality of chain

1 J 336 46% 49% P
1 K 336 42% 55% =
1 L 336 45% 49% P
1 Q 336 47% 48% -
1 R 336 43% 52% P
1 S 336 40% 57% -
1 T 336 45% 50% P
1 a 336 a7% 49% -
1 b 336 40% 55% P
1 c 336 46% 50% o
1 d 336 48% 47% P
1 i 336 48% 48% -
1 j 336 39% 57% P
1 k 336 45% 51% o
1 1 336 49% 46% P
1 q 336 v 45% 51% -
1 r 336 44% 51% P
1 s 336 42% 54% o
1 t 336 42% 52% P
2 E 105 39% 50% %
2 F 105 37% 51% T
2 M 105 44% 45% w
2 N 105 39% 50% T
2 U 105 47% 42% BT
2 \Y% 105 40% 49% T

Continued on next page...
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Mol | Chain | Length Quality of chain
2 e 105 48% 41% T
2 f 105 49% 40% T
2 m 105 42% 47% e
2 n 105 48% 41% e
2 u 105 39% 50% e
2 v 105 50% 39% e
3 G 36 = 81% 1%
3 O 36 % 75% 1%
3 W% 36 % 75% 1%
3 g 36 % 72% B 7
3 0 36 6% 78% 1
3 w 36 % 75% 1
4 H 36 T 69% BT T
4 P 36 T 69% T o%
4 X 36 “6% 75% T T
4 h 36 T 69% T o%
4 p 36 % 72% e
4 X 36 % 72% B TS
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 146030 atoms, of which
67410 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 CRISPR~associated endonuclease Casl.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! ! 322 Egt;;l 16cﬁl 2584 41(\312 4((?0 g 0 0 0
1 J 324 ggi%l 16%8 21515 41;3]2 4(6)5 g 0 0 0
1 K 329 53?61 1@974 2:?54 41(\;6 4(36 2 0 0 0
1 L 322 58;1 16C57 21515 41(\;0 4((?3 2 0 0 0
L Q 322 rggt%l 16061 24?84 41(\;2 4(80 g ¥ 0 0
L R 324 ESZZI 16068 24515 41§2 4(85 2 0 0 0
1 5 329 53?61 1574 2?{{54 416\3]6 4((36 2 0 0 0
L T 322 28;1 1557 2215 42']0 423 2 0 0 0
L a 323 28;%1 16066 2234 4123 421 2 0 0 0
L b 324 ESZZ;I 16CG8 2515 4122 425 2 0 0 0
1 c 329 ZSZZI 16C74 23%4 4126 4(6?6 g 0 0 0
L d 322 rgggjl 16%7 24?45 4120 4C6)3 2 0 0 0
L i 322 rggt;;l 16061 25%4 4122 4C6)0 2 0 0 0
L ] 324 ESZZI 16?68 2545 4122 4C6)5 g 0 0 0
! k 329 ZSZZI 1(?74 23?54 4126 4C6)6 g 0 0 0
L : 322 Eggil 1(%7 2?45 4120 4(6)3 g 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L q 322 E(())t;;l 16Cﬁ1 24?84 41(\312 420 g 0 0 0
L g 324 E(())ZZI 16068 24515 41(\312 4((?5 2 0 0 0
! i 325 ZSEZI 1@?74 2;{54 41(\316 4(6)6 2 0 0 0
! t I 1@?57 Ji5 160 4((?3 2 0 0 0
1 A 322 ggt;;l 16%1 2;4 41§2 4((?0 g 0 0 0
L B 324 581361 16068 21515 41(\;2 4((?5 2 0 0 ¥
L] © 25| ot 1614 2354 406 66 6 0 0 0
L b 322 g(())g?l 1557 21515 41(\310 4((?3 2 0 0 0

There are 264 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
I -10 GLY - expression tag | UNP Q6ZEI2
I -9 ALA - expression tag | UNP Q6ZEI2
I -8 SER - expression tag | UNP Q6ZEI2
I -7 GLY - expression tag | UNP Q6ZEI2
I -6 SER - expression tag | UNP Q6ZEI2
I -5 GLY - expression tag | UNP Q6ZEI2
I -4 THR - expression tag | UNP Q6ZEI2
I -3 GLY - expression tag | UNP Q6ZEI2
I -2 SER - expression tag | UNP Q6ZEI2
I -1 GLY - expression tag | UNP Q6ZEI2
I 0 SER - expression tag | UNP Q6ZEI2
J -10 GLY - expression tag | UNP Q6ZEI2
J -9 ALA - expression tag | UNP Q6ZEI2
J -8 SER - expression tag | UNP Q6ZEI2
J -7 GLY - expression tag | UNP Q6ZEI2
J -6 SER - expression tag | UNP Q6ZEI2
J -5 GLY - expression tag | UNP Q6ZEI2
J -4 THR - expression tag | UNP Q6ZEI2
J -3 GLY - expression tag | UNP Q6ZEI2
J -2 SER - expression tag | UNP Q6ZEI2
J -1 GLY - expression tag | UNP Q6ZEI2
J 0 SER - expression tag | UNP Q6ZEI2
K -10 GLY - expression tag | UNP Q6ZEI2

W
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Chain | Residue | Modelled | Actual | Comment Reference
K -9 ALA - expression tag | UNP Q6ZEI2
K -8 SER - expression tag | UNP Q6ZEI2
K -7 GLY - expression tag | UNP Q6ZEI2
K -6 SER - expression tag | UNP Q6ZEI2
K -5 GLY - expression tag | UNP Q6ZEI2
K -4 THR - expression tag | UNP Q6ZEI2
K -3 GLY - expression tag | UNP Q6ZEI2
K -2 SER - expression tag | UNP Q6ZEI2
K -1 GLY - expression tag | UNP Q6ZEI2
K 0 SER - expression tag | UNP Q6ZEI2
L -10 GLY - expression tag | UNP Q6ZEI2
L -9 ALA - expression tag | UNP Q6ZEI2
L -8 SER - expression tag | UNP Q6ZEI2
L -7 GLY - expression tag | UNP Q6ZEI2
L -6 SER - expression tag | UNP Q6ZEI2
L -5 GLY - expression tag | UNP Q6ZEI2
L -4 THR - expression tag | UNP Q6ZEI2
L -3 GLY - expression tag | UNP Q6ZEI2
L -2 SER - expression tag | UNP Q6ZEI2
L -1 GLY - expression tag | UNP Q6ZEI2
L 0 SER - expression tag | UNP Q6ZEI2
Q -10 GLY - expression tag | UNP Q6ZEI2
Q -9 ALA - expression tag | UNP Q6ZEI2
Q -8 SER - expression tag | UNP Q6ZEI2
Q -7 GLY - expression tag | UNP Q6ZEI2
Q -6 SER - expression tag | UNP Q6ZEI2
Q -5 GLY - expression tag | UNP Q6ZEI2
Q -4 THR - expression tag | UNP Q6ZEI2
Q -3 GLY - expression tag | UNP Q6ZEI2
Q -2 SER - expression tag | UNP Q6ZEI2
Q -1 GLY - expression tag | UNP Q6ZEI2
Q 0 SER - expression tag | UNP Q6ZEI2
R -10 GLY - expression tag | UNP Q6ZEI2
R -9 ALA - expression tag | UNP Q6ZEI2
R -8 SER - expression tag | UNP Q6ZEI2
R -7 GLY - expression tag | UNP Q6ZEI2
R -6 SER - expression tag | UNP Q6ZEI2
R -5 GLY - expression tag | UNP Q6ZEI2
R -4 THR - expression tag | UNP Q6ZEI2
R -3 GLY - expression tag | UNP Q6ZEI2
R -2 SER - expression tag | UNP Q6ZEI2
R -1 GLY - expression tag | UNP Q6ZEI2

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
R 0 SER - expression tag | UNP Q6ZEI2
S -10 GLY - expression tag | UNP Q6ZEI2
S -9 ALA - expression tag | UNP Q6ZEI2
S -8 SER - expression tag | UNP Q6ZEI2
S -7 GLY - expression tag | UNP Q6ZEI2
S -6 SER - expression tag | UNP Q6ZEI2
S -5 GLY - expression tag | UNP Q6ZEI2
S -4 THR - expression tag | UNP Q6ZEI2
S -3 GLY - expression tag | UNP Q6ZEI2
S -2 SER - expression tag | UNP Q6ZEI2
S -1 GLY - expression tag | UNP Q6ZEI2
S 0 SER - expression tag | UNP Q6ZEI2
T -10 GLY - expression tag | UNP Q6ZEI2
T -9 ALA - expression tag | UNP Q6ZEI2
T -8 SER - expression tag | UNP Q6ZEI2
T -7 GLY - expression tag | UNP Q6ZEI2
T -6 SER - expression tag | UNP Q6ZEI2
T -5 GLY - expression tag | UNP Q6ZEI2
T -4 THR - expression tag | UNP Q6ZEI2
T -3 GLY - expression tag | UNP Q6ZEI2
T -2 SER - expression tag | UNP Q6ZEI2
T -1 GLY - expression tag | UNP Q6ZEI2
T 0 SER - expression tag | UNP Q6ZEI2
a -10 GLY - expression tag | UNP Q6ZEI2
a -9 ALA - expression tag | UNP Q6ZEI2
a -8 SER - expression tag | UNP Q6ZEI2
a -7 GLY - expression tag | UNP Q6ZEI2
a -6 SER - expression tag | UNP Q6ZEI2
a -5 GLY - expression tag | UNP Q6ZEI2
a -4 THR - expression tag | UNP Q6ZEI2
a -3 GLY - expression tag | UNP Q6ZEI2
a -2 SER - expression tag | UNP Q6ZEI2
a -1 GLY - expression tag | UNP Q6ZEI2
a 0 SER - expression tag | UNP Q6ZEI2
b -10 GLY - expression tag | UNP Q6ZEI2
b -9 ALA - expression tag | UNP Q6ZEI2
b -8 SER - expression tag | UNP Q6ZEI2
b -7 GLY - expression tag | UNP Q6ZEI2
b -6 SER - expression tag | UNP Q6ZEI2
b -5 GLY - expression tag | UNP Q6ZEI2
b -4 THR - expression tag | UNP Q6ZEI2
b -3 GLY - expression tag | UNP Q6ZEI2

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
b -2 SER - expression tag | UNP Q6ZEI2
b -1 GLY - expression tag | UNP Q6ZEI2
b 0 SER - expression tag | UNP Q6ZEI2
¢ -10 GLY - expression tag | UNP Q6ZEI2
¢ -9 ALA - expression tag | UNP Q6ZEI2
¢ -8 SER - expression tag | UNP Q6ZEI2
¢ -7 GLY - expression tag | UNP Q6ZEI2
¢ -6 SER - expression tag | UNP Q6ZEI2
¢ -5 GLY - expression tag | UNP Q6ZEI2
c -4 THR - expression tag | UNP Q6ZEI2
¢ -3 GLY - expression tag | UNP Q6ZEI2
¢ -2 SER - expression tag | UNP Q6ZEI2
¢ -1 GLY - expression tag | UNP Q6ZEI2
¢ 0 SER - expression tag | UNP Q6ZEI2
d -10 GLY - expression tag | UNP Q6ZEI2
d -9 ALA - expression tag | UNP Q6ZEI2
d -8 SER - expression tag | UNP Q6ZEI2
d -7 GLY - expression tag | UNP Q6ZEI2
d -6 SER - expression tag | UNP Q6ZEI2
d -5 GLY - expression tag | UNP Q6ZEI2
d -4 THR - expression tag | UNP Q6ZEI2
d -3 GLY - expression tag | UNP Q6ZEI2
d -2 SER - expression tag | UNP Q6ZEI2
d -1 GLY - expression tag | UNP Q6ZEI2
d 0 SER - expression tag | UNP Q6ZEI2
i -10 GLY - expression tag | UNP Q6ZEI2
i -9 ALA - expression tag | UNP Q6ZEI2
i -8 SER - expression tag | UNP Q6ZEI2
i -7 GLY - expression tag | UNP Q6ZEI2
i -6 SER - expression tag | UNP Q6ZEI2
i -5 GLY - expression tag | UNP Q6ZEI2
i -4 THR - expression tag | UNP Q6ZEI2
i -3 GLY - expression tag | UNP Q6ZEI2
i -2 SER - expression tag | UNP Q6ZEI2
i -1 GLY - expression tag | UNP Q6ZEI2
i 0 SER - expression tag | UNP Q6ZEI2
] -10 GLY - expression tag | UNP Q6ZEI2
j -9 ALA - expression tag | UNP Q6ZEI2
] -8 SER - expression tag | UNP Q6ZEI2
j -7 GLY - expression tag | UNP Q6ZEI2
j -6 SER - expression tag | UNP Q6ZEI2
j -5 GLY - expression tag | UNP Q6ZEI2

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
j -4 THR - expression tag | UNP Q6ZEI2
] -3 GLY - expression tag | UNP Q6ZEI2
] -2 SER - expression tag | UNP Q6ZEI2
j -1 GLY - expression tag | UNP Q6ZEI2
j 0 SER - expression tag | UNP Q6ZEI2
k -10 GLY - expression tag | UNP Q6ZEI2
k -9 ALA - expression tag | UNP Q6ZEI2
k -8 SER - expression tag | UNP Q6ZEI2
k -7 GLY - expression tag | UNP Q6ZEI2
k -6 SER - expression tag | UNP Q6ZEI2
k -5 GLY - expression tag | UNP Q6ZEI2
k -4 THR - expression tag | UNP Q6ZEI2
k -3 GLY - expression tag | UNP Q6ZEI2
k -2 SER - expression tag | UNP Q6ZEI2
k -1 GLY - expression tag | UNP Q6ZEI2
k 0 SER - expression tag | UNP Q6ZEI2
1 -10 GLY - expression tag | UNP Q6ZEI2
1 -9 ALA - expression tag | UNP Q6ZEI2
1 -8 SER - expression tag | UNP Q6ZEI2
1 -7 GLY - expression tag | UNP Q6ZEI2
1 -6 SER - expression tag | UNP Q6ZEI2
1 ) GLY - expression tag | UNP Q6ZEI2
1 -4 THR - expression tag | UNP Q6ZEI2
1 -3 GLY - expression tag | UNP Q6ZEI2
1 -2 SER - expression tag | UNP Q6ZEI2
| -1 GLY - expression tag | UNP Q6ZEI2
1 0 SER - expression tag | UNP Q6ZEI2
q -10 GLY - expression tag | UNP Q6ZEI2
q -9 ALA - expression tag | UNP Q6ZEI2
q -8 SER - expression tag | UNP Q6ZEI2
q -7 GLY - expression tag | UNP Q6ZEI2
q -6 SER - expression tag | UNP Q6ZEI2
q -5 GLY - expression tag | UNP Q6ZEI2
q -4 THR - expression tag | UNP Q6ZEI2
q -3 GLY - expression tag | UNP Q6ZEI2
q -2 SER - expression tag | UNP Q6ZEI2
q -1 GLY - expression tag | UNP Q6ZEI2
q 0 SER - expression tag | UNP Q6ZEI2
r -10 GLY - expression tag | UNP Q6ZEI2
T -9 ALA - expression tag | UNP Q6ZEI2
T -8 SER - expression tag | UNP Q6ZEI2
T -7 GLY - expression tag | UNP Q6ZEI2

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
T -6 SER - expression tag | UNP Q6ZEI2
T -5 GLY - expression tag | UNP Q6ZEI2
T -4 THR - expression tag | UNP Q6ZEI2
T -3 GLY - expression tag | UNP Q6ZEI2
T -2 SER - expression tag | UNP Q6ZEI2
T -1 GLY - expression tag | UNP Q6ZEI2
T 0 SER - expression tag | UNP Q6ZEI2
S -10 GLY - expression tag | UNP Q6ZEI2
S -9 ALA - expression tag | UNP Q6ZEI2
S -8 SER - expression tag | UNP Q6ZEI2
S -7 GLY - expression tag | UNP Q6ZEI2
S -6 SER - expression tag | UNP Q6ZEI2
S -5 GLY - expression tag | UNP Q6ZEI2
S -4 THR - expression tag | UNP Q6ZEI2
S -3 GLY - expression tag | UNP Q6ZEI2
S -2 SER - expression tag | UNP Q6ZEI2
S -1 GLY - expression tag | UNP Q6ZEI2
S 0 SER - expression tag | UNP Q6ZEI2
t -10 GLY - expression tag | UNP Q6ZEI2
t -9 ALA - expression tag | UNP Q6ZEI2
t -8 SER - expression tag | UNP Q6ZEI2
t -7 GLY - expression tag | UNP Q6ZEI2
t -6 SER - expression tag | UNP Q6ZEI2
t -5 GLY - expression tag | UNP Q6ZEI2
t -4 THR - expression tag | UNP Q6ZEI2
t -3 GLY - expression tag | UNP Q6ZEI2
t -2 SER - expression tag | UNP Q6ZEI2
t -1 GLY - expression tag | UNP Q6ZEI2
t 0 SER - expression tag | UNP Q6ZEI2
A -10 GLY - expression tag | UNP Q6ZEI2
A -9 ALA - expression tag | UNP Q6ZEI2
A -8 SER - expression tag | UNP Q6ZEI2
A -7 GLY - expression tag | UNP Q6ZEI2
A -6 SER - expression tag | UNP Q6ZEI2
A -5 GLY - expression tag | UNP Q6ZEI2
A -4 THR - expression tag | UNP Q6ZEI2
A -3 GLY - expression tag | UNP Q6ZEI2
A -2 SER - expression tag | UNP Q6ZEI2
A -1 GLY - expression tag | UNP Q6ZEI2
A 0 SER - expression tag | UNP Q6ZEI2
B -10 GLY - expression tag | UNP Q6ZEI2
B -9 ALA - expression tag | UNP Q6ZEI2

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
B -8 SER - expression tag | UNP Q6ZEI2
B -7 GLY - expression tag | UNP Q6ZEI2
B -6 SER - expression tag | UNP Q6ZEI2
B -5 GLY - expression tag | UNP Q6ZEI2
B -4 THR - expression tag | UNP Q6ZEI2
B -3 GLY - expression tag | UNP Q6ZEI2
B -2 SER - expression tag | UNP Q6ZEI2
B -1 GLY - expression tag | UNP Q6ZEI2
B 0 SER - expression tag | UNP Q6ZEI2
C -10 GLY - expression tag | UNP Q6ZEI2
C -9 ALA - expression tag | UNP Q6ZEI2
C -8 SER - expression tag | UNP Q6ZEI2
C -7 GLY - expression tag | UNP Q6ZEI2
C -6 SER - expression tag | UNP Q6ZEI2
C -5 GLY - expression tag | UNP Q6ZEI2
C -4 THR - expression tag | UNP Q6ZEI2
C -3 GLY - expression tag | UNP Q6ZEI2
C -2 SER - expression tag | UNP Q6ZEI2
C -1 GLY - expression tag | UNP Q6ZEI2
C 0 SER - expression tag | UNP Q6ZEI2
D -10 GLY - expression tag | UNP Q6ZEI2
D -9 ALA - expression tag | UNP Q6ZEI2
D -8 SER - expression tag | UNP Q6ZEI2
D -7 GLY - expression tag | UNP Q6ZEI2
D -6 SER - expression tag | UNP Q6ZEI2
D -5 GLY - expression tag | UNP Q6ZEI2
D -4 THR - expression tag | UNP Q6ZEI2
D -3 GLY - expression tag | UNP Q6ZEI2
D -2 SER - expression tag | UNP Q6ZEI2
D -1 GLY - expression tag | UNP Q6ZEI2
D 0 SER - expression tag | UNP Q6ZEI2
e Molecule 2 is a protein called CRISPR-associated endoribonuclease Cas2 1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C H N O S
2 M 93 1502 490 748 124 136 4 0 0 0
Total C H N O S
2| N 03 1513 490 759 124 136 4 ¥ 0 ¥
Total C H N O S
21V 03 1502 490 748 124 136 4 ¥ 0 ¥
Total C H N O S
2V )3 1513 490 759 124 136 4 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 ¢ 93 ?5831 430 7218 11;14 1(?36 ASL 0 0 0
2 f ] 0% s o me s | 0 | 0 |0
2 o 93 33331 430 7218 11;14 1%)6 ASL 0 0 0
2 " 93 f?t@f 430 7}519 11;14 1%)6 481 0 0 0
2 " I3 33531 430 75118 11;14 1(?36 481 0 0 0
2 03 15 00 T 14 136 1 0 0 0
2| E )3 1502 00 TS 14 136 1 0 0 0
2| F )3 15 00 T 14 136 1 0 0 0

There are 132 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
M -10 GLY - expression tag | UNP Q6ZEI1
M -9 ALA - expression tag | UNP Q6ZFEI1
M -8 SER - expression tag | UNP Q6ZEI1
M -7 GLY - expression tag | UNP Q6ZEI1
M -6 SER - expression tag | UNP Q6ZEI1
M -5 GLY - expression tag | UNP Q6ZEI1
M -4 THR - expression tag | UNP Q6ZEI1
M -3 GLY - expression tag | UNP Q6ZFEI1
M -2 SER - expression tag | UNP Q6ZFEI1
M -1 GLY - expression tag | UNP Q6ZEI1
M 0 SER - expression tag | UNP Q6ZEI1
N -10 GLY - expression tag | UNP Q6ZEI1
N -9 ALA - expression tag | UNP Q6ZEI1
N -8 SER - expression tag | UNP Q6ZFEI1
N -7 GLY - expression tag | UNP Q6ZFEI1
N -6 SER - expression tag | UNP Q6ZEI1
N -5 GLY - expression tag | UNP Q6ZEI1
N -4 THR - expression tag | UNP Q6ZEI1
N -3 GLY - expression tag | UNP Q6ZEI1
N -2 SER - expression tag | UNP Q6ZEI1
N -1 GLY - expression tag | UNP Q6ZFEI1
N 0 SER - expression tag | UNP Q6ZFEI1
U -10 GLY - expression tag | UNP Q6ZEI1

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
U -9 ALA - expression tag | UNP Q6ZFEI1
U -8 SER - expression tag | UNP Q6ZEI1
U -7 GLY - expression tag | UNP Q6ZEI1
U -6 SER - expression tag | UNP Q6ZEI1
U -5 GLY - expression tag | UNP Q6ZEI1
U -4 THR - expression tag | UNP Q6ZEI1
U -3 GLY - expression tag | UNP Q6ZEI1
U -2 SER - expression tag | UNP Q6ZEI1
U -1 GLY - expression tag | UNP Q6ZEI1
U 0 SER - expression tag | UNP Q6ZEI1
\Y -10 GLY - expression tag | UNP Q6ZEI1
\Y -9 ALA - expression tag | UNP Q6ZEI1
\Y -8 SER - expression tag | UNP Q6ZEI1
\Y -7 GLY - expression tag | UNP Q6ZFEI1
v -6 SER - expression tag | UNP Q6ZFEI1
\Y -5 GLY - expression tag | UNP Q6ZEI1
\% -4 THR - expression tag | UNP Q6ZEI1
\Y -3 GLY - expression tag | UNP Q6ZEI1
\Y -2 SER - expression tag | UNP Q6ZEI1
\Y -1 GLY - expression tag | UNP Q6ZEI1
v 0 SER - expression tag | UNP Q6ZFEI1
e -10 GLY - expression tag | UNP Q6ZEI1
e -9 ALA - expression tag | UNP Q6ZEI1
e -8 SER - expression tag | UNP Q6ZEI1
e -7 GLY - expression tag | UNP Q6ZEI1
e -6 SER - expression tag | UNP Q6ZEI1
e -5 GLY - expression tag | UNP Q6ZFEI1
e -4 THR - expression tag | UNP Q6ZFEI1
e -3 GLY - expression tag | UNP Q6ZEI1
e -2 SER - expression tag | UNP Q6ZEI1
e -1 GLY - expression tag | UNP Q6ZEI1
e 0 SER - expression tag | UNP Q6ZEI1
f -10 GLY - expression tag | UNP Q6ZEI1
f -9 ALA - expression tag | UNP Q6ZEI1
f -8 SER - expression tag | UNP Q6ZFEI1
f -7 GLY - expression tag | UNP Q6ZEI1
f -6 SER - expression tag | UNP Q6ZEI1
f -5 GLY - expression tag | UNP Q6ZEI1
f -4 THR - expression tag | UNP Q6ZEI1
f -3 GLY - expression tag | UNP Q6ZEI1
f -2 SER - expression tag | UNP Q6ZFEI1
f -1 GLY - expression tag | UNP Q6ZEI1

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

Chain | Residue | Modelled | Actual | Comment Reference
f 0 SER - expression tag | UNP Q6ZFEI1
m -10 GLY - expression tag | UNP Q6ZEI1
m -9 ALA - expression tag | UNP Q6ZEI1
m -8 SER - expression tag | UNP Q6ZEI1
m -7 GLY - expression tag | UNP Q6ZEI1
m -6 SER - expression tag | UNP Q6ZEI1
m -5 GLY - expression tag | UNP Q6ZEI1
m -4 THR - expression tag | UNP Q6ZEI1
m -3 GLY - expression tag | UNP Q6ZEI1
m -2 SER - expression tag | UNP Q6ZEI1
m -1 GLY - expression tag | UNP Q6ZEI1
m 0 SER - expression tag | UNP Q6ZEI1
n -10 GLY - expression tag | UNP Q6ZEI1
n -9 ALA - expression tag | UNP Q6ZFEI1
n -8 SER - expression tag | UNP Q6ZFEI1
n -7 GLY - expression tag | UNP Q6ZEI1
n -6 SER - expression tag | UNP Q6ZEI1
n -5 GLY - expression tag | UNP Q6ZEI1
n -4 THR - expression tag | UNP Q6ZEI1
n -3 GLY - expression tag | UNP Q6ZEI1
n -2 SER - expression tag | UNP Q6ZFEI1
n -1 GLY - expression tag | UNP Q6ZEI1
n 0 SER - expression tag | UNP Q6ZEI1
u -10 GLY - expression tag | UNP Q6ZEI1
u -9 ALA - expression tag | UNP Q6ZEI1
u -8 SER - expression tag | UNP Q6ZEI1
u -7 GLY - expression tag | UNP Q6ZFEI1
u -6 SER - expression tag | UNP Q6ZFEI1
u -5 GLY - expression tag | UNP Q6ZEI1
u -4 THR - expression tag | UNP Q6ZEI1
u -3 GLY - expression tag | UNP Q6ZEI1
u -2 SER - expression tag | UNP Q6ZEI1
u -1 GLY - expression tag | UNP Q6ZEI1
u 0 SER - expression tag | UNP Q6ZEI1
v -10 GLY - expression tag | UNP Q6ZFEI1
v -9 ALA - expression tag | UNP Q6ZEI1
\ -8 SER - expression tag | UNP Q6ZEI1
v -7 GLY - expression tag | UNP Q6ZEI1
v -6 SER - expression tag | UNP Q6ZEI1
v -5 GLY - expression tag | UNP Q6ZEI1
v -4 THR - expression tag | UNP Q6ZFEI1
% -3 GLY - expression tag | UNP Q6ZEI1

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

Chain | Residue | Modelled | Actual | Comment Reference
v -2 SER - expression tag | UNP Q6ZFEI1
v -1 GLY - expression tag | UNP Q6ZEI1
Y 0 SER - expression tag | UNP Q6ZEI1
E -10 GLY - expression tag | UNP Q6ZEI1
E -9 ALA - expression tag | UNP Q6ZEI1
E -8 SER - expression tag | UNP Q6ZEI1
E -7 GLY - expression tag | UNP Q6ZEI1
E -6 SER - expression tag | UNP Q6ZEI1
E -5 GLY - expression tag | UNP Q6ZEI1
E -4 THR - expression tag | UNP Q6ZEI1
E -3 GLY - expression tag | UNP Q6ZEI1
E -2 SER - expression tag | UNP Q6ZEI1
E -1 GLY - expression tag | UNP Q6ZEI1
E 0 SER - expression tag | UNP Q6ZFEI1
F -10 GLY - expression tag | UNP Q6ZFEI1
F -9 ALA - expression tag | UNP Q6ZEI1
F -8 SER - expression tag | UNP Q6ZEI1
F -7 GLY - expression tag | UNP Q6ZEI1
F -6 SER - expression tag | UNP Q6ZEI1
F -5 GLY - expression tag | UNP Q6ZEI1
F -4 THR - expression tag | UNP Q6ZFEI1
F -3 GLY - expression tag | UNP Q6ZEI1
F -2 SER - expression tag | UNP Q6ZEI1
F -1 GLY - expression tag | UNP Q6ZEI1
F 0 SER - expression tag | UNP Q6ZEI1
e Molecule 3 is a DNA chain called DNA (36-MER).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
3 0 30 610 292 98 190 30 0 0 0
Total C N O P
3 W 30 610 292 98 190 30 0 0 0
Total C N O P
3 & 30 610 292 98 190 30 0 0 0
Total C N O P
3 © 30 610 292 98 190 30 0 0 0
Total C N O P
3 v 30 610 292 98 190 30 0 0 0
Total C N O P
3 G 30 610 292 98 190 30 0 0 0

e Molecule 4 is a DNA chain called DNA (36-MER).

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 17 Full wwPDB X-ray Structure Validation Report 7CRS
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
4 P 29 597 283 113 172 29 0 0 0
Total C N O P
4 X 29 597 283 113 172 29 0 0 0
Total C N O P
4 h 29 597 283 113 172 29 0 0 0
Total C N O P
4 P 29 597 283 113 172 29 0 0 0
Total C N O P
4 x 29 597 283 113 172 29 0 0 0
Total C N O P
4 H 29 597 283 113 172 29 0 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The

first graphic for a chain summarises the proportions of the various outlier classes displayed in the

second graphic. The second graphic shows the sequence view annotated by issues in geometry and

electron density. Residues are color-coded according to the number of geometric quality criteria

for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more.

A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2
or more consecutive residues without any outlier are shown as a green connector. Residues present

in the sample, but not in the model, are shown in grey.
e Molecule 1: CRISPR-associated endonuclease Casl

53%

43%

Chain I:

0STH
67TA

911

T6CI
062d
68CH
88T)

98¢d
S8CS
%82s

[4:1a)
1824
082a
6.24

LL2D

N _DONDDOANDLIDONONO I NDHWOLONDDOHANMYLO O MW O N
AN ANNNOOMmN N mmmomF B A S s 0 WLWLWwwWwwEIn © © © © © © ©
A AN NI AINAIAATN AANANNNN N
g AEHAJdAdEMEOERERE<d><ABE>dB> AKOGeRMHORE S BEHO Bk

sced
el

Tced

LTEN
9T€D

pTED

CIEH
TTEY
oTeY
60€T

L0ogyd

£0€3

L6TL
9620

e Molecule 1: CRISPR-associated endonuclease Casl

6Tk
€62CN
c6cd

49%

46%

Chain J:

€Ld

€eX

TEM

629
8zd

9zb

TCH

Eiads]

AN

ia1y]

TV

6€TT
8ETH

9ETH

vETA
€ETT

6.LS

2STI

6%IA

T9CS

[4stace
TScH

8¥%CT
L¥TA

izt
vvea
E¥CA

Twea
ovey
6ETA

9€Ty
SeTd
veca
iorace
CETN
T€TT

el
€TEN

8TEA
LIEN

g1Eed
$1ed

CIEH
,0€4

70€T1
€0€d

00€Y

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

TCR8

Full wwPDB X-ray Structure Validation Report

Page 19

CRISPR-associated endonuclease Casl

e Molecule 1

55%

42%

Chain K

6SA

L51

€51
2SI

08d
674

971
STA

£va

71

6ed
9E1

€EN

TEM
0€S

8za

1

LTH

sl
o)
<

STX

€11

SOTT
v0Td
€0TD

T0Td

664

©
o))
]

964

< w0
D 0
o m

Ted
061
680

L8N

3985

z8d

9LK

vL0
€4

0LT
694
89H

— .
©
)

CTLIM

LOTH

S9Td
voTM

1914
09TX
65T

98TV

68CH
882x1
1824
9824
S8CS

08za

9,21

CETN
1€TT

62C1
8¢CI
LTTH
ka4 )
sced

Teel
0zl
6124

CRISPR-associated endonuclease Casl

e Molecule 1

49%

45%

Chain L

S91

€91

89D

isic

€GL

05d
674
8%d
LY

SYA

£7a

1

6D
8EY

ved
€ex
(4}

< w0 o~
AN ®o
AKOoE w=E

{44\

o=
=1 B
a=>

8b
LL

Sk
V1

TLL
0L1
694

jx44)]

ceey
TeeL
02zl

8TCH
L1271
9124

%121

90CH

¥LT4

8971
L9TH

Y9TM
1974
09TA
6ST3

9GTV
SGT1

€974
CSTI

6624
86CA

9620
S6TY
V6CA

2624

68CH

1824

09zd

el
€CTEN

8TEA
LIEN

S1€d
1D

CIEH

oTey

L0€Y

S0€d

€£0€d

TOEY

CRISPR-associated endonuclease Casl

e Molecule 1

48%

47%

Chain Q

1

6ETT

92TH
SCTH

€211
[44 %!

611D
8TIN

STTA
425

1114

607X

LOTI

SOT1

€0TH

101d

663
86H

964

760

261

680
88D
L8N

§8s
v8d

28d
1871

8.9
LLA
9LA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 20

88TV
L8TIN
98TA

281d
181d
0814
6.74
8L14
LLTH
i ZA%S

89TT
LITH

voTM

1914
09TX

9GTV

CSTI

0574

Eiads)

911

f321]
[44% !
TPIH

LSza

STh
€621

{444
TeelL
0zzl

1

LTEA
91€d

€1€1
CT€H
114

60€T

9620

CRISPR-associated endonuclease Casl

e Molecule 1

52%

43%

Chain R

€91

LOTI
SO0TT
v01d
€010

T0Td

28d
SLY
0.1
694
89H

S91
790

LTTH
a4
Sc¢ed

LITH

S9Th
voTM

1914
09TA
6ST1d
TSTI

6VIA
Eiads]

i
SYIL

6€TT

S62

€821

1824
082

8.LTV

9,271

VLTl

cLTL

LYTA

S¥21
vvea
€¥CA

wea
ovey
6ETA

9€TH

veca
€€Td
CTETN
T€TT

8¢cI

CRISPR-associated endonuclease Casl

e Molecule 1

57%

40%

Chain S

157
95V
SS3

€51

C>IN
wn wn
Q| H

[}
A
>

© N~
<+ <
A A

o o )
< & <
l-r-'IQI>

w1

6eb
9€1

e
€EN

TEM
0€S

8za
Lzd

S

N <
N N
- =

—
N
==

0zd

8714

914

STTY
1T
TCIN
01X
6110
L1TH

ST
i21%]

T114

80TA
LOTI

SOTT
70Td
€010
T0Td

86H

©
R
II‘z II

60
€6y
261
164
0671
680

L8N
984
S8
28d

618

©
N~
©

9LA
€4
0LT
69X
89H

S97T

~ ™
© ©
= =

6SA

L021
vocy
TozZA
002d
66TL
86TY

96TT

¥6TX

6811
88TV
L8TIN
98TA
S81d

28Td
181d
0874
LL1d
i ZA%S
TLIM

8911
LITH

S9Th
7oTM
€918

1914
097X

LSTV
0STY
9PTT
SYTL
441]
TP
o%TA
6ETT
9€TY
€ETT
TEIN
0€Ta

6CTA
8TTh

Sced

CRISPR-associated endonuclease Casl

e Molecule 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 21

50%

45%

~ ©
|al=2

Chain T

€51

188

~
<
)

STA

£7a

w1

6gd
8EV

9€I
Sed
eb
€eX
(48
TEM

9zb
SeH
21

01a

Sk
71

261

88
84
€8S
28d

TLD
TLL

Sced

€TTH
(444

ozeL

L1271
9124

j4%49
€TCK
e¢red

602D

021

S0zZA
70Ty

20Tl

9973
S9Td
voTM
€918

09TA
6STd

95TV
SST1

CSTI

0STY
6YTA

68CH

1824
9824

€8TT

6,24

921

.21

[AXAR
TLey
0428

89TL
L9271

S924

€929

T9Cs
0923
6GCL

CRISPR-associated endonuclease Casl

el
€TEN

6TEX
8TEA
LIEA

€1€T
CIEH

L0gyd

70€T
€0ed

9620

7624

2624

e Molecule 1

49%

47%

Chain a

89H

€91

19T
o9V
6GA

LST

TEM

[44\

911
SPIL
a2l

[44%:!
TVIH

6ETT

9ETYH

€ETT

6CTA

SCTH

€CT1
(44
TCIN

8TIN
LITH

v
SOTT

o1y
€010

T07d

86H

964

760

261
164

680

o
s~
AbB

seed

{444
4an
0zl
6124
8TCH

9124
ST2H
vier
€TCK
Z1ed
1120

602D

90CH
S0zZA

TozZA
00zd

60€1

08za

L9271
992H

2241

2921
T9zs
09za
69CL

SG2H
s2h
€621
TScHd

8%C1

Sced
¥eer

Teed
LIEN
€€

CTI€H
TTEYd

CRISPR-associated endonuclease Casl

e Molecule 1

55%

40%

Chain b

19T

790

OTTV
80TA
SO0T1

voTd
€0TH

T0Td
00Ta

LLTY

iZA%S

LITH
9974
S9Th
voTM

1914
09TX
6GTd

LSTY
98TV

€974

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 22

€8CT

1824

LLTD
9,21

v.L2L

LTl

0428

89CL
L9271

29TT

1928
0923

0zl
6124

9124

el
ECEN

TZed

8TEA
LTEA

STed

CRISPR-associated endonuclease Casl

€1€1

e Molecule 1

50%

46%

Chain ¢

674
8¥%d
LY1
91
STA

£va
cva
1

6ed

7ed
€EX

TEM
0€S

8za

ST

eey
{24\
TCH
0zd

814

€91S

1914

241

80TA
LOTI

SOTT

€010

107d

€TTA

112d

602D
woey

T0ZA
00zd
66T.L
8614

9611

128

2674

0671
6811
88TV
L8IN

€8TL
281d

0814

8LT4
LL1Y

ZAX

TLIM

LITH

S9Th
oTM

0923
6SCL
85¢4d

eisra§

e Molecule 1

el

8T€EA
L1EN
91€D

2320]
€1€T

CRISPR-associated endonuclease Casl

47%

48%

o
—
a

Chain d

S91

€91

Eisic

3]
0
IIEd II

TS8

D O
NEd
oA

e}
<
S

©
<
]

w0
<
II g

o
4
[=]

1

6€b
8EV

9€I
Sed
ved
€ex
(4>}
TEM

Led
920

721

(44N

—
N
==

N
-
=

SO0TT
70Td

T0Td

964

261
Ted

L8N

$8S

€88
28d

9LK

TLD

0.7
694

95TV
SSTT

CSTI

0STY

9620

762K

68CH

1824
98T
S8CS

€8C1

T82H
082a

L.2D

cLTL

892L

5924

€92

0923
6SCL

STh
€5CI

8¥%CT
L¥TA

S¥2C1

E7CA

vea

B6ETA

LETY
9€TY

veca
€€TT

TETT

CRISPR-associated endonuclease Casl

e Molecule 1

48%

48%

1mn 1

Cha

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 23

89H

€91

o9V

LST

€GL
[4hy

£7a
8EV
ed
€ex
ced
TEM

8¢d

[44\

911
SPTL
421
541]
(444!
TVIH

6ETT

9ETYH

E€ETT

SeTd

(44!
TCIN

8TIN
LTTH

STTH
v11D

SOTT
voTd
€010

107d

664

©
D
=]

964

o
=
)

seed
ey
TeelL

0zl
6124

TLIM

LITH

S9Th
YoM

1974
SGT1

CSTI
TSTD
0STH
67TA
8vTh

60€1
L0€¥
€0€d
6624
9620
¥62A
€62CN
z6cd
1621
06cd
68CH
88¢)

8¢S

gqeed
veer

Teed

LTEN
91€D

CIEH
T1€4

CRISPR-associated endonuclease Casl

e Molecule 1

57%

39%

in j

Cha

5D
€GL
C¢SI

08d
674

oY1
STA

cva
71

€EX

TEM

9zh

TCH

Ty

8

91

€L

Ye

TEIN

8zTh
21D
9¢TH

[44 %)
TCIN
0CTA

8TIN
LTTH

ST
P10

6074
80TA

SOT1
¥01d
€0TH

T01d
00Ta

86H

964
964
v60
£6Y

T6d

€Ld
TLb
TLL
0LT
694
89H

S91
790
€91

(o) 4

€GTd

1824
08za

LLTD
9,271

LTl
0428
8921
L9271
992y
€929
29T1

T9zs
0923

9124

CRISPR-associated endonuclease Casl

¥eer
€CEN

8TEA
LTEA

S1Eed
%]
€1€7
CTEH
L0€Y

¥0eT1

e Molecule 1

51%

45%

Chain k

)  © ®© o [ 0 ~ [}
by & < ¥ & w w0 w0 w0 w w
(=] =4 S o> oA H B =] — >

-
i
=)

6ed

<
32}
o

[l
"
E4

TEM

o
[}
(%]

STH

€11

6d

SA

o
B

T

L8N
984
S8s
78d

LLA

LD
€L

0LT
694
89H

99d
S91

€91

19T

€2TH
ceey
TeelL

9974
S9Th
Y9TM
€918

1974
09TA

9STV

2STI

6%TA

%421

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 24

O ®O d N m 0
00O DDD O )
NN ANANANNA N
b A H L= B4

98¢d
98CS

09zd
69CL
89¢d

erat
vseh
€SCI

8¥CT

TOEY

86CA
L62L

CRISPR-associated endonuclease Casl

e Molecule 1

46%

49%

Chain 1

(1)

0.1
694

SG4

€GL

188
04d
674

LY
oY1
STA

£va

6ed
8EV

9€I
Sed
ed
€ex
(4}
TEM
0€s

pracs
9zb

< w0
a g
X

]
9GTV
SGT1

CSTI

0GTH

8vIh

SYIL

TVIW

6€TT
8ETH

SETD
e
€ETT

6CTA

9¢TH
SCTY

[44 %)
TCIN
0CTA
611D
8TTIN

9TTA
STIA
P10
€TTA

01TV
6074
80TA

SO0T1
voTd
€0TH

T0Td
00Ta

964

261
164

L8N

[T}
0
%]

€8S

secd
veca
€€TT

89711
LITH

oTM

097X
6574

8TEA
LTEN

s1€d
jas3]

CIEH
T1€Yd
0TEV
L0€Y

Y0€T
€0€d

86CA

9620

V6CA

2624

68CH

1824
98cd
§8¢S
9,21
cLelL

89CL
L9271

S924

€92D

0923
6SCL

$Seh
€9CI

8¢
LYTA

S¥T

EYCA

Tved

6ETA

LETY
9€TH

Yeer
€CEN

Teed
0ced

CRISPR-associated endonuclease Casl

e Molecule 1

%

51%

45%

Chain q

Led

LTH
914
STH

889D
L8N
984
88

€91

cted
1120

602D

90CH
S0zZA

TozA
00zb
66TL

L6TT
9611

Y6TA

26Td

06TT

L8TN
98TA

T181d
08Ty
VAR
8LT4
LL1d
vL14

8911
L9TH

¥otM
1914
097X
65T
95TV

CSTI

0STY
6%TA
Eiads]

9%TT

iads]
(444!
TP

6ETT

9€TY

3

[ wees |
€8CT
(428}

6,24
9,21
(kAN

L9271
992H

29T1
T9T8
09zd
69CL

L52a
952h
SS2H
STh
€5CI

TGy

8%CT
LYCA

S¥eCT
474\
evea

oy
6ETA
8€TT

9ETH

FOLONDDO DN __10ONODO N
AT A AT AN NN NNNAN®OONONON0N
ANNANANTANNN AANNNANNNN
HORL AZNMBEBHRE A<K=E=HJdAd=MME

vzer

LTEA
91€D

€T€T
CTEH
TT€Y

0 OO - NMm © @
IO 0 O DO D 0 o o
AN ANANANANAN N @
Mom A H = > o =

S8CS

CRISPR-associated endonuclease Casl

e Molecule 1

51%

44%

Chain r

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 25

CeTd
TETN

6CTA
8zZTh

9¢TH

€211
[44%)

0CTA

8TIN

9TTA

i23%5]

1114

6074
80TA
LOTI

SOT1T
o1
€0TH

T0Td
00ta

964

261
164

680

L8N
984
S8S

€8S

€91

9124

4548

9671

Y614

(41 %)
1618

6811

6GTd
CSTI

6%TA
8¥1h

9YTT
SYIL

TVTH
6ETT
8ETA
LETD
9ETH

et

S8CS

€821

1824
082a

8.2V

9,271

v.L2L

cLTL

028

89CL

LYTA

S¥T1
vven
€vTA

1574
ovey
6ETA

9€TH

fotoracy
e
1€T1

8¢CI
LTTH
oeey
s¢ed

ceey
TeelL
0zel
6124

veer

8TEA
LIEN

CIEH
T1€4

60€T

CRISPR-associated endonuclease Casl

L0€Y

70€1
£€0€ed

L6TL

G623

£€62N
2624

e Molecule 1

062d
68CH
88TY

54%

42%

Chain s

19T

6SA

Eisict

INmI
0 0
H B

0S8d

LY1
oY1
STA

£7a

1

6€d

Led
9€1

ved
€EX

TEM
0€S

8¢a
pracy
9zb
SN
vZ1

o
1)
I.-]

(44N
TCH

814

984
S8s

8911
L9TH
9973
S9TD
7oTM
€918

1914
097X

LSTV

SYTL
jiads)

[44%
15420
ovTA
6ETT
9€TY

€ETT

SCed
el

TZed

8TEA
L1€A

$1ed
€7€T
CIEH
60€T
L0€4

€0€"
CO0EI

86CA

< W O N~
DD D O
NN NN
X O H

c6eTd
1621

e Molecule 1

68CH
882)
1824

CRISPR-associated endonuclease Casl

52%

42%

Chain t

eietc

188
L1
Y1
S7A

91

TEM

SK

I¢
=

zs
TH

67TA
Eiads)

911

LOTI

SOTT

[444:S

0zl

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 26

et
€CEN

6T€X
8TEA
LIEA

71ed

CRISPR-associated endonuclease Casl

[455:1

%0€1

6624
86CA

9620
S62Y
Y624

(434S

e Molecule 1

68CH

53%

43%

Chain A

19T
LST
2SI

188
06d

) D © N~ 0O O
< RS N
[=] a0

W1

8EV
Led

e
0€s
62D
8¢d
9zh

{44\

6ETT

9ETH

S91

6.L14
LL1Y
89711

LITH
9973

oTM

1914

6GTd
SST1
CSTI

1819
0814

Eiads]

911

ial]
i411]
[a4x
TV

T8TH
1824

6.2

8.LTV
LLTD

8TCH

1

L1EN

71ed

CIEH

60€T

CRISPR-associated endonuclease Casl

L0€Y

€0€d

0 OO N M ©
o 000D o
AN ANANNAN N
MDD aH k= > o

S8CS

€821

e Molecule 1

57%

38%

Chain B

191

TEM

90CH

¢STI

67TA
87 Th

SETD
YETA
€ETT

TLTL

0.28

8921
19271

el

8TEA
LIEA

$1ed
CIEH

80€T
L0€4

70eT1
€0€3

TOEV
00€Y
6624

CRISPR-associated endonuclease Casl

L62l

76CA
£62N
c6cd
T6CI
06cd

88TY
1824

€8TT1

9,21

e Molecule 1

56%

41%

Chain C

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 27

6GA

@ o
N
I>‘°'

Ly1
91
STA
472"
£va
{4
91

6ed

eb
eex
zced
TEM
0€S

8ca
pracy
9zh
sy
{44
4 4
{44

0zd

814

STH
vis
€11
CTA

LL

Sk
71
e
zs
TH

9ETH

et
€ETT

TEIN
0€Ta
6CTA
SCTH
TCIN
¥110

1114

LOTI

SO0T1
vo1d
€0TH

T0Td

664
964

564
760

6.Ls

€91

19T

88TV

LITH

597D
PoTM
€91S

1914

6GTd

CSTI

0STYd
67TA

91T

jaal)

(a4
TVIH

8ETA

88¢Y

S8CS

{4108

6.24

9,271

9€TH
S€Td
veca

Sced
veer

Tzed
6TEX
8T€EN
L1EN
)
CIEH
60€T
90€V

Soed
70€T

CRISPR-associated endonuclease Casl

20eI
TOEY
00€Yd

e Molecule 1

86CA

S6TH
V6T

T6CI
062d
68CH

47%

47%

Chain D

LLA

SN

TLY

0.1
694
89H

89D

isic

1SS

9zb
S
e
v
(44N

CSTI

0STY

8H10

ians
SYIL

6CTA

421D
lax:s
S2TY

€211
(44 %%

(49S
611D
8TIN

9TTA

€T

1114

80TA
LOTI

S0TT
70Td
€0TH

T0Td

8¢cI
LTTH

Sged

181d
0874
6.LT4
8L14
LL14

L9

votTM

097X
65T

95TV
SSTT

L0€Y

€0€d

6624

9620

S62
Y62

2624

68CH

1824

CRISPR-associated endoribonuclease Cas2 1

el
B6TEA
8TEA
L1€A

$1ed

CTEH

e Molecule 2

0TeY

11%

45%

44%

Chain M

29d

LST

TSW

08T

PAZ

478

194

S¢1

Ty

CTL

0Td

CRISPR-associated endoribonuclease Cas2 1

e Molecule 2

11%

50%

39%

Chain N

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 28

®
)
=1

168

6.1
8LL

SLA
TLQ

0LT
691

LOT
990
SOA

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

€9a
c9d

6394
8GI

11%

42%

47%

Chain U:

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

€61
261

8834

€81

6.1

11%

49%

40%

Chain V:

€61
261

68d
8834

98d

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

v8d
€81

8%

11%

41%

48%

Chain e:

£9a

LS1

7SW
€SV

081

PALS

472\

T4

6ed
8€4d

9€S

7eb

82D

921
S21

€24

114!

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

11%

40%

49%

Chain f:

990
S9A

£90a

091

8SI
181
954

YSW
eaqy
2SL
150
081

Lvd
]

6ed
8€4d

9€s
Sed
e
£€d

829D

9T1
S

€cd

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

11%

47%

42%

Chain m:

R LDWIDE
PROTEIN DATA BANK

w_ 0



TCR8

Full wwPDB X-ray Structure Validation Report

Page 29

PSH
ol

081

AL
9%h

oA

{471
Tvd

6ed
8ed

9€S

674

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

6.1

9GY%

11%

41%

48%

Chain n:

£9d

091

891
LS8T
9G4

PSH

[4hn
T8d
081

AL
i)

47
£7S

6ed
8€4d

9€S
Sed
ved

8¢9

9T
S21

€cd

6.1
8LL

SLA
TLa

041
69A

191

S9N

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

11%

50%

39%

Chain u:

6.1

TLa

69A

S9A

£€90a

LS1

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

11%

39%

50%

Chain v:

294
091
LS81

TSW
€SV

18h
081

Lvd
9%d

8%
08L

8LL

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

191

11%

50%

39%

o
oo O~ 0o
= A H>AQ >

Chain E:

£9a

181

TSW

¢Sl
180
081

id 4
AL
7]

(440
T4

6€d
9€s
sed
eb

cEM
TeR

829D
S21
114!

614
814

STD

(429

e Molecule 2: CRISPR-associated endoribonuclease Cas2 1

11%

51%

37%

Chain F:

R LDWIDE

O

PROTEIN DATA BANK

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 30

e Molecule 3: DNA (36-MER)

17%

75%

—
8%

Chain O:

e Molecule 3: DNA (36-MER)

17%

75%

—
8%

Chain W:

e Molecule 3: DNA (36-MER)

17%

72%

11%

Chain g:

17%

€eL

o
4]
78%

—
6%

e Molecule 3: DNA (36-MER)

Chain o:

e Molecule 3: DNA (36-MER)

17%

75%

—
8%

Chain w:

e Molecule 3: DNA (36-MER)

17%

81%

Chain G:

e Molecule 4: DNA (36-MER)

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TCR8

Full wwPDB X-ray Structure Validation Report

Page 31

19%

69%

11%

Chain P:

e Molecule 4: DNA (36-MER)

19%

75%

—
6%

Chain X:

e Molecule 4: DNA (36-MER)

19%

69%

11%

Chain h:

SEL
veL
Hzik
CeL
eV

620
8¢V

92gd

e Molecule 4: DNA (36-MER)

19%

72%

—
8%

Chain p:

e Molecule 4: DNA (36-MER)

19%

72%

8%

Chain x:

e Molecule 4: DNA (36-MER)

19%

69%

11%

Chain H:

SEL
veL
€eL
CeL
TEV

620
8Ty

92D

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



Page 32 Full wwPDB X-ray Structure Validation Report 7CRS
4 Data and refinement statistics (i)
Property Value Source
Space group P 31 Depositor
Cell constants 185.40A 185.40A 382.85A .
Depositor
a, b, c, a, B, 90.00° 90.00°  120.00°
. 4756 — 3.70 Depositor
Resolution (4) 4756 — 3.70 EDS
% Data completeness 99.8 (47.56-3.70) Depositor
(in resolution range) 99.9 (47.56-3.70) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.84 (at 3.67A) Xtriage
Refinement program PHENIX 1.15.2 3472 Depositor
R R 0.295 , 0.341 Depositor
7 Phfree 0.297 , 0.343 DCC
Rree test set 1573 reflections (1.00%) wwPDB-VP
Wilson B-factor (A?) 129.3 Xtriage
Anisotropy 0.494 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.34 , 220.1 EDS
L-test for twinning? <|L| > =047, < L?*> = 0.29 Xtriage
0.036 for -h,-k,1
Estimated twinning fraction 0.398 for h,-h-k-1 Xtriage
0.036 for -k,-h,-1
F,,F. correlation 0.95 EDS
Total number of atoms 146030 wwPDB-VP
Average B, all atoms (A?) 155.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.47% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

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 | pyie71 171 <5 | RMSZ #|Z| >5

1 A 0.27 0/2646 0.57 0/3577

1 B 0.24 0/2660 0.60 2/3599 (0.1%)

1 C 0.24 0/2671 0.57 0/3613

1 D 0.22 0/2643 0.64 3/3573 (0.1%)

1 I 0.20 0/2646 0.58 0/3577

1 J 0.19 0/2660 0.56 0/3599

1 K 0.24 0/2671 0.57 0/3613

1 L 0.19 0/2643 0.58 1/3573 (0.0%)

1 Q 0.19 0/2646 0.54 0/3577

1 R 0.19 0/2660 0.57 0/3599

1 S 0.21 0/2671 0.55 0/3613

1 T 0.22 0/2643 0.61 3/3573 (0.1%)

1 a 0.19 0/2654 0.53 0/3587

1 b 0.22 0/2660 0.65 0/3599

1 c 0.20 0/2671 0.53 0/3613

1 d 0.17 0/2643 0.52 0/3573

1 i 0.20 0/2646 0.52 0/3577

1 j 0.19 0/2660 0.59 1/3599 (0.0%)

1 k 0.20 0/2671 0.55 0/3613

1 1 0.18 0/2643 0.53 0/3573

1 q 0.19 0/2646 0.56 0/3577

1 r 0.19 0/2660 0.57 1/3599 (0.0%)

1 S 0.19 0/2671 0.55 0/3613

1 t 0.20 0/2643 0.58 0/3573

2 E 0.27 0/769 0.50 0/1038

2 F 0.16 0/769 0.50 0/1038

2 M 0.15 0/769 0.45 0/1038

2 N 0.16 0/769 0.50 0/1038

2 U 0.15 0/769 0.46 0/1038

2 \Y 0.23 0/769 0.55 0/1038

2 e 0.16 0/769 0.48 0/1038

2 f 0.16 0/769 0.50 0/1038

2 m 0.14 0/769 0.45 0/1038

2 n 0.17 0/769 0.53 0/1038



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry

Page 34 Full wwPDB X-ray Structure Validation Report 7CRS

. Bond lengths Bond angles
Mol | Chain | o717 55 | RMSZ #|Z| >5
2 u 0.14 0/769 0.45 0/1038
2 v 0.15 0/769 0.51 0/1038
3 G 0.25 0/679 0.44 0/1046
3 O 0.20 0/679 0.42 0/1046
3 W 0.21 0/679 0.43 0/1046
3 g 0.22 0/679 0.43 0/1046
3 0 0.23 0/679 0.43 0/1046
3 W 0.20 0/679 0.42 0/1046
4 H 0.23 0/670 0.41 0/1032
4 P 0.23 0/670 0.44 0/1032
4 X 0.22 0/670 0.41 0/1032
4 h 0.22 0/670 0.42 0/1032
4 p 0.22 0/670 0.42 0/1032
4 X 0.20 0/670 0.41 0/1032
All All 0.20 | 0/81050 | 0.55 | 11/111106 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 B 0 1
1 D 0 2
1 J 0 2
1 T 0 1
1 b 0 1
1 ¢ 0 1
1 k 0 1
1 S 0 1
1 t 0 2

All All 0 12

There are no bond length outliers.

All (11) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(°)
1 D 266 | ARG | CB-CG-CD | 9.96 134.20 111.30
1 T 133 | LEU N-CA-C 8.72 129.37 110.80
1 D 266 | ARG | CA-CB-CG | 8.54 131.19 114.10
1 r 133 | LEU N-CA-C 5.89 123.34 110.80
1 L 33 LYS N-CA-C 0.82 117.81 110.24

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK



Page 35 Full wwPDB X-ray Structure Validation Report 7CRS

Continued from previous page...

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 j 133 | LEU N-CA-C 5.54 121.30 110.56
1 D 266 | ARG | CG-CD-NE | 5.31 123.68 112.00
1 T 132 | PRO CA-C-N 0.21 131.50 121.54
1 T 132 | PRO C-N-CA 5.21 131.50 121.54
1 B 198 | ARG | CG-CD-NE | 5.11 123.23 112.00
1 B 198 | ARG | CB-CG-CD | -5.04 99.71 111.30

There are no chirality outliers.

All (12) planarity outliers are listed below:

<
)

Chain | Res | Type | Group
131 | ASN | Peptide
132 | PRO | Peptide
265 | PHE | Peptide
131 | ASN | Peptide
137 | GLY | Peptide
261 | SER | Peptide
290 | PRO | Peptide
262 | LEU | Peptide
262 | LEU | Peptide
262 | LEU | Peptide
132 | PRO | Peptide
261 | SER | Peptide

sHler|lo | Flo|o|H v | O 0w

= = = =] = = =] =] = = =] =

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 2588 2484 2621 206 0
1 B 2601 2445 2630 229 6
1 C 2612 2354 2643 226 0
1 D 2586 2445 2611 156 2
1 I 2588 2484 2621 182 0
1 J 2601 2445 2630 182 2
1 K 2612 2354 2643 221 4
1 L 2586 2445 2611 169 2
1 Q 2588 2484 2621 177 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 R 2601 2445 2630 195 1
1 S 2612 2354 2643 193 0
1 T 2586 2445 2611 172 2
1 a 2596 2484 2633 184 0
1 b 2601 2445 2630 204 1
1 c 2612 2354 2643 190 2
1 d 2586 2445 2611 169 0
1 1 2588 2484 2621 168 0
1 ] 2601 2445 2630 207 1
1 k 2612 2354 2643 195 2
1 1 2586 2445 2611 159 0
1 q 2588 2484 2621 175 0
1 r 2601 2445 2630 187 1
1 s 2612 2354 2643 180 0
1 t 2586 2445 2611 181 2
2 E 754 748 779 74 0
2 F 754 759 779 67 0
2 M 754 748 779 95 0
2 N 754 759 779 64 0
2 U 754 748 779 52 0
2 \% 754 759 779 58 0
2 e 754 748 779 o4 0
2 f 754 759 779 56 0
2 m 754 748 779 58 0
2 n 754 759 779 92 0
2 u 754 748 779 58 0
2 \% 754 759 779 51 0
3 G 610 0 343 86 0
3 O 610 0 343 84 0
3 W 610 0 343 72 0
3 g 610 0 343 83 0
3 0 610 0 343 81 0
3 w 610 0 343 75 0
4 H 597 0 326 59 0
4 P 297 0 326 66 0
4 X 297 0 326 61 0
4 h 597 0 326 52 0
4 p 997 0 326 95 0
4 X 597 0 326 61 0

All All 78620 67410 76404 5303 14

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 34.
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All (5303) 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:D:247:VAL:HB 1:D:252:GLU:OE2 1.29 1.27
1:5:262:LEU:HB3 1:5:264:ALA:HB2 1.15 1.12
1:C:15:LYS:NZ 3:G:9:DT:OP1 1.82 1.11
4:H:13:DG:H2” 4:H:14:DC:H5” 1.31 1.11
4:x:13:DG:H2” 4:x:14:DC:H5” 1.30 1.09
4:X:13:DG:H2” 4:X:14:DC:H5” 1.31 1.08
1:S:262:LEU:HB3 1:S:264:ALA:HB2 1.16 1.08
1:a:2:SER:HB2 2:¢:90:GLY:HA2 1.30 1.06
1:¢:262:LEU:HB3 1:c:264:ALA:HB2 1.32 1.06
4:p:13:DG:H2” 4:p:14:DC:H5” 1.36 1.06
4:P:13:DG:H2” 4:P:14:DC:H5” 1.32 1.06
4:h:13:DG:H2” 4:h:14:DC:H5” 1.37 1.06
1:T:126:ARG:HD3 1:T:167:-MET:HE1 1.38 1.05
1:t:129:VAL:HG21 1:t:133:LEU:HD13 1.35 1.04
1:k:262:LEU:HB3 1:k:264:ALA:HB2 1.39 1.04
1:k:211:ASP:OD1 1:1:91:ARG:NH1 1.92 1.03
1:C:43:ASP:0OD2 1:C:200:GLN:NE2 1.90 1.03
2:e:50:LEU:HD21 2:e:54:MET:HE3 1.35 1.03
1:K:211:ASP:OD1 1:L:91:ARG:NH1 1.92 1.02
1:K:99:GLU:OE2 1:L:96:ARG:NH1 1.93 1.01
1:S:15:LYS:NZ 3:W:9:DT:0OP1 1.93 1.01
1:r:133:LEU:HG 1:r:134:LYS:H 1.24 1.01
1:C:262:LEU:HB3 1:C:264:ALA:HB2 1.43 1.00
1:K:15:LYS:NZ 3:0:9:DT:OP1 1.92 1.00
1:¢:211:ASP:OD1 1:d:91:ARG:NH1 1.95 0.99
1:S:177:ARG:NH1 1:S:187:ASN:OD1 1.96 0.99
1:s:177:ARG:NH1 1:s:187:ASN:OD1 1.95 0.99
2:E:50:LEU:HD21 2:E:54:MET:HE3 1.46 0.98
1:K:144:GLN:NE2 1:D:179:ARG:O 1.97 0.98
2:m:50:LEU:HD21 2:m:54:MET:HE3 1.44 0.97
1:J:288:LYS:HE2 1:J:290:PRO:HG2 1.46 0.97
1:j:11:ALA:HB2 1:j:24:LEU:HD23 1.47 0.97
1:1:292:PHE:CE2 1:1:295:LYS:HB2 2.00 0.96
1:L:129:VAL:HG21 | 1:L:133:LEU:HD13 1.47 0.96
1:k:131:ASN:ND2 1:k:163:SER:OG 1.97 0.96
1:5:15:LYS:NZ 3:w:9:DT:0OP1 1.99 0.95
1:a:292:PHE:CE2 1:a:295:LYS:HB2 2.00 0.95
4:x:32:DT:H2” 4:x:33:DT:H5” 1.46 0.95
1:K:136:ARG:NH2 1:K:159:GLU:OE2 1.99 0.95
1:K:144:GLN:NE2 1:D:181:PRO:O 1.99 0.95
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Atom-1 Atom-2 distance (A) overlap (A)
1:k:144:GLN:NE2 1:1:181:PRO:O 1.99 0.95
3:G:31:DG:H8 3:G:32:DT:H3’ 1.30 0.95
1:1:303:GLU:OE2 1:1:307:ARG:NH2 1.99 0.94
1:1:263:GLY:HA2 1:q:142:ARG:HH11 1.30 0.94
1:A:43:ASP:0OD2 1:A:200:GLN:NE2 2.00 0.94
1:K:303:GLU:OE2 1:K:307:ARG:NH2 2.00 0.94
1:1:43:ASP:0OD2 1:1:200: GLN:NE2 2.01 0.94
1:8:211:ASP:OD1 1:t:91:ARG:NH1 2.00 0.94
1:K:262:LEU:HB3 1:K:264:ALA:HB2 1.45 0.93
1:C:214:1LE:O 1:C:227:MET:HG2 1.68 0.93
1:C:211:ASP:0OD1 1:D:91:ARG:NH1 2.01 0.93
1:K:267:LEU:HD23 | 1:K:272:THR:HG22 1.49 0.93
1:1:43:ASP:0OD2 1:1:200:GLN:NE2 2.02 0.93
1:C:300:ARG:C 1:C:304:LEU:HD12 1.94 0.93
2:M:50:LEU:HD21 2:M:54:MET:HE3 1.49 0.93
1:R:167:MET:HE3 | 1:R:245:LEU:HD21 1.51 0.92
4:P:32:DT:H2” 4:P:33:DT:H5” 1.49 0.92
1:C:39:GLN:O 2:F:46:GLN:NE2 2.02 0.92
1:Q:125:ARG:NH2 1:Q:242:SER:OG 2.02 0.92
1:¢:214:.1LE:O 1:¢:227:MET:HG2 1.69 0.92
1:B:42:GLU:OE2 1:B:86:ARG:NH1 2.03 0.92
1:R:133:LEU:HG 1:R:134:LYS:H 1.35 0.91
1:S:211:ASP:OD1 1:T:91:ARG:NH1 2.03 0.91
1:c:15:LYS:NZ 3:2:9:DT:0OP1 2.03 0.91
1:Q:142:ARG:HH11 | 1:d:263:GLY:HA2 1.32 0.91
1:T:263:GLY:HA2 | 1:a:142:ARG:HH11 1.33 0.91
1:5:303:GLU:OE2 1:5:307:ARG:NH2 2.04 0.91
1:Q:103:GLN:O 1:d:222: ARG:NH2 2.04 0.91
1:¢:39:GLN:O 2:1:46:GLN:NE2 2.03 0.90
1:k:39:GLN:O 2:n:46:GLN:NE2 2.04 0.90
1:j:42:GLU:OE2 1:j:86:ARG:NH1 2.05 0.90
1:D:120:TYR:HB3 | 1:D:133:LEU:HD21 1.52 0.90
1:¢:99:GLU:OE2 1:d:96:ARG:NH1 2.05 0.90
1:b:167:MET:HE3 | 1:b:245:LEU:HD21 1.54 0.90
1:b:288:LYS:O 1:b:288:LYS:HD3 1.71 0.90
1:1:222: ARG:NH2 1:C:103:GLN:O 2.05 0.90
3:W:5:DT:H2” 3:W:6:DT:OP1 1.72 0.89
1:b:11:ALA:HB2 1:b:24:LEU:HD23 1.51 0.89
1:k:214:ILE:O 1:k:227:-MET:HG2 1.73 0.89
3:w:6:DT:H4’ 3:w:7:DT:H72 1.52 0.89
4:P:33:DT:H6 4:P:34:DT:H2’ 1.36 0.89
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1:b:42:GLU:OE2 1:b:86:ARG:NH1 2.06 0.89
1:C:99:GLU:OE2 1:D:96:ARG:NH1 2.06 0.89
1:J:42:GLU:OE2 1:J:86:ARG:NH1 2.06 0.89
1:1:114:GLY:O 1:1:118:ASN:ND2 2.05 0.89
1:B:113:LYS:HD2 1:B:141:MET:HE3 1.51 0.89
1:S:262:LEU:HB3 1:S:264:ALA:CB 2.02 0.89
1:t:288:LYS:HB2 1:t:294:TYR:O 1.72 0.89
1:A:12:VAL:HG22 1:A:51:SER:HB2 1.55 0.89
1:Q:43:ASP:OD2 1:Q:200:GLN:NE2 2.06 0.88
3:g:11:DC:H42 4:h:26:DG:H1 1.18 0.88
1:q:18:GLU:OE2 2:u:21:ARG:NH1 2.06 0.88
1:C:27:GLU:HG3 1:C:31:TRP:HE1 1.38 0.88
3:0:21:DT:04 4:P:16:DA:N6 2.05 0.88
1:S:85:SER:O 1:S:91:ARG:NH2 2.06 0.88
1:C:254:GLN:O 1:C:255:ARG:HG2 1.73 0.88
1:1:142:ARG:HH11 1:t:263:GLY:HA2 1.36 0.88
1:d:180:ARG:HB2 4:h:35:DT:H4’ 1.56 0.88
1:S:20:PHE:HB2 1:S:36:ILE:HG23 1.54 0.88
1:J:167:-MET:HE3 1:J:245:LEU:HD21 1.56 0.88
1:k:15:LYS:NZ 3:0:9:DT:OP1 2.05 0.88
1:r:120: TYR:HB3 1:r:133:LEU:HD13 1.56 0.88
1:r:167:-MET:HE3 1:r:245:LEU:HD21 1.56 0.88
1:A:278:ALA:HA 1:A:281:ARG:CZ 2.04 0.88
1:K:177:ARG:NH1 1:K:187:ASN:OD1 2.07 0.87
2:U:81:TYR:OH 2:V:51:GLN:OE1 1.91 0.87
1:K:254:GLN:O 1:K:255:ARG:HG2 1.74 0.87
1:1:292:PHE:CE2 1:1:295:LYS:HB2 2.09 0.87
3:0:5:DT:H2” 3:0:6:DT:0OP1 1.71 0.87
2:U:50:LEU:HD21 2:U:54:MET:HE3 1.57 0.87
4:h:32:DT:H2” 4:h:33:DT:H5” 1.57 0.87
3:G:31:DG:H1’ 3:G:32:DT:0% 1.75 0.87
3:0:6:DT:H4’ 3:0:7:DT:H72 1.56 0.87
1:D:179:ARG:HD3 4:H:35:DT:H2” 1.56 0.87
1:K:214:1LE:O 1:K:227:-MET:HG2 1.75 0.86
1:a:292:PHE:HE2 1:a:295:LYS:HB2 1.39 0.86
3:0:31:DG:H8 3:0:32:DT:H3’ 1.40 0.86
1:c:131:ASN:ND2 1:¢:163:SER:OG 2.08 0.86
1:j:167-MET:HE3 1:j:245:LEU:HD21 1.55 0.86
1:5:39:GLN:O 2:v:46:GLN:NE2 2.08 0.86
1:5:85:SER:O 1:5:91:ARG:NH2 2.06 0.86
1:¢:196:LEU:O 1:¢:199:THR:HG22 1.75 0.86
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1:d:288:LYS:HB2 1:d:294:TYR:O 1.76 0.86
1:L:262:LEU:O 1:C:142:ARG:NH1 2.09 0.86
3:W:6:DT:H4’ 3:W:7:DT:H72 1.58 0.86
3:G:26:DT:04 4:H:11:DA:N6 2.09 0.86
1:J:280:ASP:0OD2 3:0:29:DA:N6 2.08 0.86
1:Q:196:LEU:O 1:Q:199: THR:HG22 1.75 0.86
4:H:32:DT:H2” 4:H:33:DT:H5” 1.57 0.86
2:e:7:'TYR:OH 3:2:20:DG:OP1 1.93 0.86
3:2:26:DT:04 4:h:11:DA:N6 2.09 0.86
2:v:7:'TYR:OH 4:x:22:DA:OP1 1.94 0.86
1:S:303:GLU:OE2 1:S:307:ARG:NH2 2.08 0.85
1:3:179:ARG:O 1:5:144:GLN:NE2 2.09 0.85
2m:7:TYR:OH 3:0:20:DG:0OP1 1.94 0.85
1:J:63:LEU:HG 1:J:65:LEU:HD13 1.57 0.85
1:1:292:PHE:HE2 1:1:295:LYS:HB2 1.39 0.85
1:q:233:GLU:OE2 1:q:236:ARG:NH1 2.10 0.85
1:S:39:GLN:O 2:V:46:GLN:NE2 2.09 0.85
1:q:196:LEU:O 1:q:199: THR:HG22 1.76 0.85
1:¢:177:ARG:NH1 1:¢:187:ASN:OD1 2.10 0.85
2:£:7.TYR:OH 4:h:22:DA:OP1 1.94 0.85
2:u:50:LEU:HD21 2:u:54:MET:-HE3 1.57 0.85
1:L:179:ARG:HD3 4:P:35:DT:H2” 1.59 0.85
1:1:181:PRO:O 1:C:144:GLN:NE2 2.10 0.85
1:T:288:LYS:HG2 1:T:294:TYR:HB3 1.59 0.85
1:D:247:VAL:CB 1:D:252:GLU:OE2 2.22 0.85
2:E:18:ARG:NH1 2:E:63:ASP:0OD2 2.10 0.85
1:1:292:PHE:HE2 1:1:295:LYS:HB2 1.40 0.85
1:J:26:GLN:HG2 1:J:31:TRP:HB2 1.59 0.85
1:B:198:ARG:HD3 3:G:31:DG:H1 1.42 0.85
1:L:242:SER:O 1:1:246: THR:OG1 1.93 0.85
1:k:196:LEU:O 1:k:199: THR:HG22 1.75 0.85
1:T:288:LYS:HB2 1:T:294:TYR:O 1.76 0.84
1:S:96:ARG:NH1 1:a:89:GLN:OE1 2.10 0.84
1:1:214:1LE:O 1:1:227:-MET:HB2 1.77 0.84
1:r:312:HIS:ND1 1:1:317:VAL:O 2.10 0.84
1:A:196:LEU:O 1:A:199: THR:HG22 1.75 0.84
1:1:103:GLN:O 1:t:222: ARG:NH2 2.11 0.84
1:5:262:LEU:HB3 1:5:264:ALA:CB 2.04 0.84
4:P:32:DT:H2” 4:P:33:DT:C5’ 2.08 0.84
1:1:118:ASN:HB3 1:1:238:LEU:HD21 1.59 0.84
4:x:13:DG:C2’ 4:x:14:DC:H5” 2.07 0.84
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1:C:196:LEU:O 1:C:199: THR:HG22 1.78 0.84
2:M:33:ARG:NH1 2:N:66:CYS:SG 2.50 0.84
1:A:99:GLU:OE2 1:B:96:ARG:NE 2.11 0.84
1:R:181:PRO:O 1:c:144:GLN:NE2 2.11 0.84
1:R:280:ASP:0OD2 3:W:29:DA:N6 2.10 0.84
2n:7'TYR:OH 4:p:22:DA:OP1 1.95 0.84
1:A:233:GLU:OE2 | 1:A:236:ARG:NH1 2.11 0.84
1:K:18:GLU:OE1 1:K:59:TYR:OH 1.96 0.84
4:p:32:DT:H2” 4:p:33:DT:Hb5” 1.59 0.84
3:0:15:DT:H3 4:P:23:DG:H22 1.23 0.83
1:K:259: THR:OG1 1:K:263:GLY:O 1.95 0.83
1:1:18:GLU:OE2 2:M:21:ARG:NH1 2.10 0.83
3:g:5:DT:H2” 3:2:6:DT:OP1 1.77 0.83
2:E:81:TYR:OH 2:F:51:GLN:OE1 1.96 0.83
1:k:254:GLN:O 1:k:255:ARG:HG2 1.78 0.83
1:C:92:LEU:O 1:C:96:ARG:N 2.11 0.83
1:K:39:GLN:O 2:N:46:GLN:NE2 2.10 0.83
1:1:89:GLN:OE1 1:5:96:ARG:NH1 2.11 0.83
3:0:31:DG:H4’ 3:0:32:DT:0OP1 1.78 0.83
3:¢:31:DG:H4’ 3:2:32:DT:OP1 1.78 0.83
1:1:85:SER:OG 1:1:87:ASN:OD1 1.96 0.83
3:G:31:DG:C8 3:G:32:DT:H3’ 2.13 0.83
3:G:31:DG:H4’ 3:G:32:DT:0OP1 1.79 0.83
1:b:261:SER:O 1:b:262:LEU:HD22 1.79 0.83
1:K:113:LYS:NZ 1:K:138:LYS:HA 1.92 0.83
1:S:214:.1LE:O 1:S5:227:MET:HG2 1.79 0.83
1:d:150:ARG:NH2 1:d:217.LEU:O 2.12 0.83
2:N:7:"TYR:OH 4:P:22:DA:0OP1 1.97 0.83
1:Q:18:GLU:OE2 2:U:21:ARG:NH1 2.10 0.82
1:Q:233:GLU:OE2 | 1:QQ:236:ARG:NH1 2.12 0.82
4:X:33:DT:H73 4:X:35:DT:HY’ 1.60 0.82
3:0:5:DT:H2” 3:0:6:DT:0OP1 1.78 0.82
1:D:11:ALA:HB2 1:D:24:LEU:HD23 1.59 0.82
4:X:13:DG:C2’ 4:X:14:DC:H5” 2.09 0.82
1:d:85:SER:OG 1:d:87:ASN:OD1 1.96 0.82
2:N:36:SER:OG 4:P:21:DC:OP1 1.96 0.82
1:R:212:PRO:HA 1:R:227:MET:HB3 1.62 0.82
1:K:167:-MET:HE3 | 1:K:245:LEU:HD21 1.59 0.82
1:¢:254:GLN:O 1:¢:255:ARG:HG2 1.79 0.82
1:K:289:HIS:CE1 1:K:291:ILE:HB 2.13 0.82
1:a:118:ASN:HB3 1:a:238:LEU:HD21 1.61 0.82
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l:a:3: THR:HG23 1:a:43:ASP:HB3 1.61 0.82
4:H:18:DC:H2” 4:H:19:DG:C8 2.15 0.82
1:d:114:GLY:O 1:d:118:ASN:ND2 2.12 0.82
1:1:222: ARG:NH2 1:q:103:GLN:O 2.12 0.82
1:C:146:LEU:HD21 1:C:150:ARG:CZ 2.09 0.82
4:H:13:DG:C2’ 4:H:14:DC:H5” 2.09 0.82
1:R:312:HIS:ND1 1:R:317:VAL:O 2.12 0.82
4:X:32:DT:H2” 4:X:33:DT:H5” 1.60 0.82
1:1:288:LYS:HB2 1:1:294:TYR:O 1.80 0.82
1:k:138:LYS:HD3 1:r:262:LEU:HG 1.62 0.82
1:1:292:PHE:HZ 1:1:295:LYS:HE3 1.44 0.81
1:k:46:LEU:HD21 1:k:52:ILE:HD11 1.62 0.81
1:D:129:VAL:HG21 | 1:D:133:LEU:HD13 1.62 0.81
1:a:214:ILE:O 1:a:227-MET:HB2 1.79 0.81
1:1:292:PHE:CZ 1:1:295:LYS:HE3 2.15 0.81
3:W:26:DT:H2” 3:W:27:-DT:H6 1.45 0.81
1:1:303:GLU:OE2 1:1:307:ARG:NH2 2.13 0.81
1:a:303:GLU:OE2 1:a:307:ARG:NH2 2.13 0.81
3:¢:31:DG:HY’ 3:2:32:DT:05’ 1.81 0.81
3:0:31:DG:HY’ 3:0:32:DT:05’ 1.81 0.81
1:r:120: TYR:HB3 1:1:133:LEU:CD1 2.10 0.81
1:A:262:LEU:HD22 1:A:263:GLY:H 1.45 0.81
2:F:7:TYR:OH 4:H:22:DA:0OP1 1.98 0.81
1:1:114:GLY:O 1:1:118:ASN:ND2 2.14 0.81
1:R:244:VAL:HG12 | 1:R:248:LEU:HD12 1.61 0.81
1:S:254:GLN:O 1:S:255:ARG:HG2 1.80 0.81
1:1:212:PRO:HA 1:r:227:MET:HB3 1.63 0.81
3:w:31:DG:H4’ 3:w:32:DT:OP1 1.80 0.81
1:¢:259: THR:OG1 1:¢:263:GLY:O 1.97 0.81
2:£:35:PHE:HE2 3:¢:18:DC:H4’ 1.46 0.81
1:k:53: THR:HG21 3:0:8:DG:0OP1 1.81 0.81
1:C:289:HIS:CE1 1:C:291:ILE:HB 2.16 0.81
1:a:43:ASP:0D2 1:a:200:GLN:NE2 2.13 0.81
3:2:11:DC:N3 4:h:26:DG:N2 2.26 0.81
1:1:288:LYS:HE2 1:1:290:PRO:HG2 1.62 0.81
1:C:267:LEU:HD23 | 1:C:272: THR:HG22 1.61 0.81
1:1:99:GLU:OE2 1:J:96:ARG:NE 2.13 0.80
1:R:288:LYS:HE2 1:R:290:PRO:HG2 1.63 0.80
1:k:290:PRO:HG3 1:k:324:ILE:HG12 1.63 0.80
1:5:254:GLN:O 1:5:255:ARG:HG2 1.81 0.80
1:B:288:LYS:HE2 1:B:290:PRO:HG2 1.63 0.80
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1:1:213:TYR:O 1:1:220: THR:OG1 1.99 0.80
4:x:18:DC:H2” 4:x:19:DG:C8 2.16 0.80
4:x:22:DA:H2” 4:x:23:DG:HY’ 1.63 0.80
1:B:198:ARG:HD3 3:G:31:DG:N1 1.97 0.80
1:Q:292:PHE:CE2 1:Q:295:LYS:HB2 2.16 0.80
2:v:36:SER:OG 4:x:21:DC:0OP1 1.98 0.80
1:k:46:LEU:CD2 1:k:52:ILE:HD11 2.12 0.80
1:D:85:SER:OG 1:D:87:ASN:OD1 1.98 0.80
1:C:85:SER:O 1:C:91:ARG:NH2 2.14 0.80
1:Q:292:PHE:CZ 1:Q:295:LYS:HE3 2.17 0.80
1:Q:77:VAL:O 1:R:83:SER:N 2.16 0.79
1:S:76: TYR:HH 1:S:79:SER:HG 0.88 0.79
1:c:46:LEU:CD2 1:c:52:ILE:HD11 2.12 0.79
1:D:242:SER:O 1:D:246: THR:0G1 1.99 0.79
3:W:28:DC:H42 4:X:9:DG:H1 1.26 0.79
1:k:99:GLU:OE2 1:1:96:ARG:NH1 2.15 0.79
1:5:46:LEU:HD21 1:s:52:ILE:HD11 1.64 0.79
1:t:288:LYS:HG2 1:1:294: TYR:HB3 1.62 0.79
1:A:292:PHE:HE2 1:A:295:LYS:HB2 1.47 0.79
1:A:292:PHE:CZ 1:A:295:LYS:HE3 2.18 0.79
1:K:196:LEU:O 1:K:199: THR:HG22 1.82 0.79
1:k:96:ARG:NH1 1:q:89:GLN:OE1 2.15 0.79
1:k:167:-MET:HE3 1:k:245:LEU:HD21 1.64 0.79
2:F:5:ILE:HD11 2:F:26:LEU:HD22 1.62 0.79
1:S:144:GLN:NE2 1:b:179:ARG:O 2.15 0.79
1:J:312:HIS:ND1 1:J:317:VAL:O 2.16 0.79
1:a:292:PHE:HZ 1:a:295:LYS:HE3 1.47 0.79
1:j:261:SER:O 1:j:262: LEU:HD22 1.82 0.79
1:q:43:ASP:0D2 1:q:200:GLN:NE2 2.16 0.79
3:W:31:DG:H4’ 3:W:32:DT:0P1 1.81 0.79
4:h:22:DA:H2” 4:h:23:DG:HY’ 1.64 0.79
1:s:53: THR:HG21 3:w:8:DG:0OP1 1.83 0.79
1:a:292:PHE:CZ 1:a:295:LYS:HE3 2.17 0.79
1:k:267:LEU:HD23 | 1:k:272:THR:HG22 1.64 0.79
1:J:26:GLN:CG 1:J:31:TRP:HB2 2.13 0.78
4:X:22:DA:H2” 4:X:23:DG:H5’ 1.65 0.78
3:g:26:D'T:H2” 3:g:27:D'T:H6 1.48 0.78
4:p:22:DA:H2” 4:p:23:DG:HY’ 1.64 0.78
1:8:131:ASN:ND2 1:5:163:SER:OG 2.15 0.78
4:P:22:DA:H2” 4:P:23:DG:H5’ 1.65 0.78
1:1:150:ARG:NH2 1:1:217:LEU:O 2.16 0.78
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1:q:72:GLN:OE1 1:q:266:ARG:NH1 2.16 0.78
1:5:262:LEU:O 1:5:262:LEU:HD13 1.84 0.78
1:C:254:GLN:HG3 1:C:255:ARG:H 1.46 0.78
1:J:198:ARG:HA 1:J:232:MET:HE2 1.65 0.78
1:L:263:GLY:HA2 1:C:142:ARG:CZ 2.13 0.78
1:Q:99:GLU:OE2 1:R:96:ARG:NE 2.16 0.78
2:U:7:TYR:OH 3:W:20:DG:0OP1 2.02 0.78
1:B:312:HIS:ND1 1:B:317:VAL:O 2.16 0.78
1:C:53: THR:HG21 3:G:8:DG:OP1 1.84 0.78
1:K:254:GLN:HG3 1:K:255:ARG:H 1.49 0.78
1:b:312:HIS:ND1 1:b:317:VAL:O 2.16 0.78
1:k:128:GLN:NE2 1:k:166:GLU:OE2 2.12 0.78
1:s:214:ILE:O 1:5:227:MET:HG2 1.84 0.78
1:t:120: TYR:HB3 1:4:133:LEU:HD21 1.65 0.78
1:k:312:HIS:ND1 1:k:317:VAL:O 2.17 0.78
1:5:289:HIS:CE1 1:5:291:.1LE:HB 2.19 0.78
1:B:136:ARG:NH2 1:B:159:GLU:OE1 2.16 0.78
1:K:85:SER:O 1:K:91:ARG:NH2 2.17 0.77
1:S:267:LEU:HD23 | 1:S:272: THR:HG22 1.67 0.77
4:X:18:DC:H2” 4:X:19:DG:C8 2.18 0.77
3:w:5:DT:H2” 3:w:6:DT:OP1 1.82 0.77
1:K:130:ASP:OD2 | 1:K:132:PRO:HG3 1.84 0.77
1:1L:120:TYR:HB3 1:1L:133:LEU:HD21 1.66 0.77
2:E:33:ARG:NH1 2:F:66:CYS:SG 2.56 0.77
1:S:46:LEU:HD21 1:S:52:ILE:HD11 1.67 0.77
1:t:120: TYR:CD1 1:1:133:LEU:HD11 2.20 0.77
1:C:218:HIS:ND1 1:C:230:ASP:0OD1 2.17 0.77
1:¢:262:LEU:O 1:¢:262:LEU:HD13 1.83 0.77
2:n:35:PHE:HE2 3:0:18:DC:H4’ 1.46 0.77
1:K:262:LEU:O 1:K:262:LEU:HD13 1.85 0.77
1:S:46:LEU:CD2 1:S:52:ILE:HD11 2.15 0.77
2:U:18:ARG:NH1 2:U:63:ASP:0D2 2.16 0.77
1:k:262:LEU:O 1:k:262:LEU:HD13 1.83 0.77
1:5:46:LEU:CD2 1:s:52:ILE:HD11 2.14 0.77
1:J:114:GLY:O 1:J:118:ASN:ND2 2.17 0.77
1:T:126:ARG:HD3 1:T:167:-MET:CE 2.14 0.77
1:q:52:1LE:HG21 1:q:57:LEU:HD11 1.66 0.77
1:1:196:LEU:O 1:1:199: THR:HG22 1.85 0.77
1:S:20:PHE:HB2 1:S:36:ILE:CG2 2.14 0.77
1:T:133:LEU:O 1:T:135:GLY:N 2.14 0.77
2:V:36:SER:OG 4:X:21:DC:OP1 2.02 0.77
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4:x:32:DT:H2” 4:x:33:DT:C5H’ 2.14 0.77
1:B:198:ARG:O 1:B:202: THR:0G1 2.00 0.77
1:L:85:SER:OG 1:L:87:ASN:OD1 2.01 0.77
3:0:31:DG:H4’ 3:0:32:DT:0P1 1.81 0.77
4:P:18:DC:H2” 4:P:19:DG:C8 2.20 0.77
4:h:18:DC:H2” 4:h:19:DG:C8 2.19 0.77
1:j:312:HIS:ND1 1:3:317:VAL:O 2.18 0.77
1:1:212:PRO:HA 1:1:227:-MET:HB3 1.67 0.77
1:A:101:PRO:O 1:A:105:LEU:N 2.17 0.77
3:W:5:DT:H2” 3:W:6:DT:H71 1.66 0.77
1:1:120: TYR:HB3 1:1:133:LEU:HD21 1.67 0.77
1:B:26:GLN:HG2 1:B:31:TRP:HB2 1.65 0.77
1:C:228:.1LE:O 1:C:232:MET:N 2.15 0.77
1:D:288:LYS:HB2 1:D:294:TYR:O 1.85 0.77
2:m:50:LEU:CD2 2:m:54:MET:HE3 2.14 0.76
3:0:26:DT:H2” 3:0:27:DT:H6 1.49 0.76
1:q:292:PHE:CZ 1:q:295:LYS:HE3 2.20 0.76
4:P:13:DG:C2’ 4:P:14:DC:H5” 2.12 0.76
1:d:24:LEU:O 1:d:32:LYS:N 2.17 0.76
4:p:18:DC:H2” 4:p:19:DG:C8 2.21 0.76
1:C:76: TYR:HH 1:C:79:SER:HG 1.27 0.76
1:Q:52:ILE:HG21 1:Q:57:LEU:HD11 1.67 0.76
1:T:312:HIS:ND1 1:T:317:VAL:O 2.19 0.76
2:£:50:LEU:HD21 2:£:54:MET:HE2 1.67 0.76
3:W:26:DT:04 4:X:11:DA:N6 2.13 0.76
1:a:196:LEU:O 1:2:199:- THR:HG22 1.84 0.76
1:L:120:-TYR:HD1 | 1:L:133:LEU:HD11 1.50 0.76
3:w:26:DT:04 4:x:11:DA:N6 2.12 0.76
2:¢:50:LEU:CD2 2:e:54:MET:HE3 2.15 0.76
3:w:26:DT:H2” 3:w:27:DT:H6 1.49 0.76
1:C:77:VAL:O 1:D:83:SER:N 2.18 0.76
1:K:288:LYS:NZ 1:K:295:LYS:HE2 2.00 0.76
1:A:292:PHE:CE2 1:A:295:LYS:HE3 2.20 0.76
1:B:56:ALA:O 1:B:60:ALA:N 2.18 0.76
1:k:259: THR:OG1 1:k:263:GLY:O 2.03 0.76
3:0:31:DG:C8 3:0:32:DT:H3’ 2.20 0.76
1:S:196:LEU:O 1:S:199: THR:HG22 1.86 0.76
2:V:7:TYR:OH 4:X:22:DA:0OP1 2.04 0.76
3:0:26:DT:04 4:p:11:DA:N6 2.15 0.76
1:B:133:LEU:HG 1:B:134:LYS:H 1.50 0.76
1:C:262:LEU:O 1:C:262:LEU:HD13 1.86 0.76
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3:G:31:DG:HT’ 3:G:32:DT:CY’ 2.16 0.76
1:K:288:LYS:HA 1:K:295:LYS:HA 1.65 0.76
1:k:254:GLN:HG3 1:k:255:ARG:H 1.50 0.76
1:C:290:PRO:HG3 1:C:324:1LE:HG12 1.68 0.76
1:R:262:LEU:HG 1:¢:138:LYS:HD3 1.68 0.75
1:1:196:LEU:O 1:1:199: THR:HG22 1.86 0.75
1:B:125:ARG:NH2 1:B:242:SER:OG 2.19 0.75
2:M:41:PHE:CD2 2:M:88:LYS:HG3 2.21 0.75
1:a:2:SER:HB2 2:¢:90:GLY:CA 2.15 0.75
1:1:180:ARG:HB2 4:p:35:DT:H4’ 1.67 0.75
1:D:192:PHE:HD1 4:H:34:DT:H5” 1.50 0.75
1:b:104:ARG:NH2 1:b:219:GLU:OE2 2.20 0.75
1:d:212:PRO:HA 1:d:227:MET:HB3 1.69 0.75
2:u:81:TYR:OH 2:v:51:GLN:OE1 2.03 0.75
1:B:167:-MET:HE3 | 1:B:245:LEU:HD21 1.66 0.75
1:L:288:LYS:O 1:1:289:HIS:HB2 1.85 0.75
1:k:77:VAL:O 1:1:83:SER:N 2.17 0.75
1:K:113:LYS:HZ3 1:K:138:LYS:HA 1.51 0.75
4:X:33:DT:H6 4:X:34:DT:H2’ 1.50 0.75
1:1:312:HIS:ND1 1:1:317:VAL:O 2.19 0.75
1:1:42:GLU:OE2 1:1:86:ARG:NH1 2.20 0.75
2:F:36:SER:0G 4:H:21:DC:0OP1 2.03 0.75
4:P:33:DT:H72 4:P:35:DT:HY’ 1.68 0.75
1:k:303:GLU:OE2 1:k:307:ARG:NH2 2.19 0.75
1:B:268: THR:O 1:B:272: THR:HG23 1.87 0.75
1:L:288:LYS:HB2 1:L:294:TYR:O 1.86 0.75
1:R:198:ARG:HA 1:R:232:MET:HE2 1.69 0.75
1:8:76: TYR:HH 1:s:79:SER:HG 0.75 0.75
1:t:85:SER:OG 1:t:87:ASN:OD1 2.04 0.75
1:A:77:VAL:O 1:B:83:SER:N 2.18 0.75
1:S:262:LEU:O 1:S:262:LEU:HD13 1.87 0.75
3:G:15:DT:H3 4:H:23:DG:H22 1.32 0.75
1:1:214:.1LE:O 1:1:227:-MET:HB2 1.87 0.74
2:n:50:LEU:CD2 2:n:54:MET:HE2 2.17 0.74
1:8:254:GLN:HG3 1:5:255:ARG:H 1.50 0.74
1:t:200:GLN:HE22 1:t:299:ARG:HE 1.34 0.74
2:F:14:ALA:O 2:F:18:ARG:NH1 2.19 0.74
1:j:26:GLN:HG2 1:j:31:TRP:HB2 1.69 0.74
1:5:196:LEU:O 1:5:199: THR:HG22 1.87 0.74
1:K:53:THR:HG21 3:0:8:DG:OP1 1.87 0.74
1:1:52:1LE:HG21 1:1:57:LEU:HD11 1.69 0.74
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1:j:11:ALA:HB2 1:j:24:LEU:CD2 2.17 0.74
4:p:13:DG:C2’ 4:p:14:DC:H5” 2.15 0.74
1:A:178:PHE:O 1:A:187:ASN:ND2 2.17 0.74
2:¢:81:TYR:OH 2:£:51:GLN:OE1 2.04 0.74
1:1:294:TYR:O 1:1:295:LYS:HG3 1.87 0.74
1:1:288:LYS:HG2 1:1:293:ASN:OD1 1.86 0.74
1:L:120:TYR:CD1 1:L:133:LEU:HD11 2.23 0.74
1:1:91:ARG:NE 1:3:211:ASP:0OD2 2.20 0.74
1:k:177:ARG:NH1 1:k:187:ASN:OD1 2.19 0.74
1:A:281:ARG:CB 1:A:281:ARG:HH11 2.00 0.74
1:D:212:PRO:HA 1:D:227:MET:HB3 1.70 0.74
1:J:128:GLN:NE2 1:J:166:GLU:OE1 2.20 0.74
1:L:312:HIS:ND1 1:L:317:VAL:O 2.21 0.74
1:R:120: TYR:HB3 1:R:133:LEU:CD1 2.17 0.74
1:t:212:PRO:HA 1:t:227:MET:HB3 1.69 0.74
1:B:253:1LE:HG22 1:B:254:GLN:H 1.52 0.74
1:D:248:LEU:HD12 | 1:D:252:GLU:OE1 1.87 0.74
3:G:6:DT:H4’ 3:G:7:DT:H72 1.69 0.74
1:S:228:1LE:O 1:S:232:MET:N 2.15 0.74
1:T:146:LEU:HD21 | 1:T:150:ARG:NH2 2.02 0.74
3:W:31:DG:H1’ 3:W:32:DT:05’ 1.87 0.74
1:¢:254:GLN:HG3 1:¢:255:ARG:H 1.50 0.74
1:d:72:GLN:NE2 4:h:31:DA:04’ 2.19 0.74
1:j:195:GLY:O 3:0:31:DG:N2 2.20 0.74
1:R:42:GLU:OE2 1:R:86:ARG:NH1 2.20 0.74
l:a:4:LEU:HD12 l:a:5:'TYR:H 1.53 0.74
1:b:253:ILE:HG22 1:b:254:GLN:H 1.53 0.74
1:¢:303:GLU:OE2 1:¢:307:ARG:NH2 2.21 0.74
1:d:233:GLU:OE2 1:d:236:ARG:NH1 2.21 0.74
2:M:81:TYR:OH 2:N:51:GLN:OE1 2.05 0.73
1:c:53: THR:HG21 3:¢:8:DG:0OP1 1.88 0.73
1:d:72:GLN:NE2 4:h:31:DA:N3 2.36 0.73
2:F:50:LEU:CD2 2:F:54:-MET:HE2 2.18 0.73
3:0:31:DG:H1’ 3:0:32:DT:05’ 1.88 0.73
1:A:18:GLU:OE2 2:E:21:ARG:NH1 2.20 0.73
2:M:35:PHE:HB3 3:0:19:DG:H4’ 1.70 0.73
1:Q:72:GLN:OE1 1:Q:266:ARG:NH1 2.21 0.73
1:Q:89:GLN:OE1 1:¢:96:ARG:NH1 2.20 0.73
3:W:21:DT:04 4:X:16:DA:N6 2.19 0.73
1:a:294:TYR:O 1:a2:295:LYS:HG3 1.88 0.73
1:b:198:ARG:HA 1:b:232:MET:HE2 1.70 0.73
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1:¢:290:PRO:HG3 1:¢:324:1ILE:HG12 1.70 0.73
3:2:13:DC:H42 4:h:24:DG:H1 1.35 0.73
1:b:160: TYR:O 1:b:164: TRP:NE1 2.22 0.73
2:u:9:VAL:O 3:w:18:DC:H3’ 1.88 0.73
2:F:53:ALA:O 2:F:57.LEU:HD23 1.89 0.73
1:K:91:ARG:NE 1:K:209:GLY:O 2.21 0.73
1:Q:294:TYR:O 1:Q:295:LYS:HG3 1.89 0.73
2:V:50:LEU:CD2 2:V:54:MET:HE2 2.19 0.73
1:1:18:GLU:OE2 2:m:21:ARG:NH1 2.21 0.73
1:j:177:ARG:NH1 1:j:178:PHE:O 2.22 0.73
1:r:261:SER:C 1:1:262:LEU:HD22 2.14 0.73
1:K:288:LYS:HZ3 1:K:295:LYS:HE2 1.53 0.73
1:S:53: THR:HG21 3:W:8:DG:OP1 1.88 0.73
1:q:214:1ILE:O 1:q:227:-MET:HB2 1.88 0.73
1:t:222:ARG:HH11 4:x:35:DT:H72 1.54 0.73
1:B:120: TYR:CG 1:B:135:GLY:HA3 2.23 0.73
3:w:31:DG:H1’ 3:w:32:DT:05’ 1.88 0.73
1:B:198:ARG:HA 1:B:232:MET:HE2 1.70 0.73
2:U:88:LYS:O 2:U:88:LYS:HG2 1.87 0.73
1:b:292:PHE:CD2 1:b:292:PHE:O 2.42 0.73
2:¢:41:PHE:CD2 2:¢:88:LYS:HG3 2.23 0.73
2:u:50:LEU:CD2 2:u:54:MET:HE3 2.19 0.73
2:v:50:LEU:CD2 2:v:54:MET:HE2 2.18 0.73
1:a:52:ILE:HG21 1:a:57:LEU:HD11 1.71 0.73
4:h:13:DG:C2’ 4:h:14:DC:H5” 2.16 0.73
1:D:104:ARG:O 1:D:108:VAL:HG23 1.88 0.73
2:M:34:GLN:CD 2:N:6:ILE:HD12 2.14 0.72
1:b:69:TYR:C 1:b:70:LEU:HD12 2.14 0.72
1:j:115:LYS:NZ 1:j:153:GLU:OE2 2.21 0.72
1:j:288:LYS:HE2 1:j:290:PRO:HG2 1.71 0.72
1:q:292:PHE:CE2 1:q:295:LYS:HE3 2.24 0.72
1:A:294:TYR:O 1:A:295:LYS:HG3 1.88 0.72
1:J:91:ARG:NE 1:J:209:GLY:O 2.20 0.72
3:0:31:DG:H1’ 3:0:32:DT:CY’ 2.19 0.72
1:S:254:GLN:HG3 1:S:255:ARG:H 1.52 0.72
1:1:288:LYS:HG2 1:1:294: TYR:HB3 1.69 0.72
2:u:88:LYS:HG2 2:u:88:LYS:O 1.88 0.72
1:B:139:LEU:HD23 1:B:139:LEU:C 2.14 0.72
1:B:241:ASP:0O 1:B:245:LEU:HD13 1.89 0.72
1:C:300:ARG:O 1:C:304:LEU:HD12 1.88 0.72
1:L:26:GLN:OE1 1:L:26:GLN:N 2.22 0.72
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1:Q:214:ILE:O 1:Q:227:MET:HB2 1.89 0.72
1:b:198:ARG:CD 3:¢:31:DG:H1 2.02 0.72
1:¢:130:ASP:0OD1 1:c:134:LYS:NZ 2.21 0.72
1:q:294:TYR:O 1:q:295:LYS:HG3 1.89 0.72
2:u:18:ARG:NH1 2:u:63:ASP:0D2 2.21 0.72
1:d:214:.ILE:O 1:d:227:MET:HB2 1.89 0.72
4:h:32:DT:H2” 4:h:33:DT:CY’ 2.19 0.72
1:T:212:PRO:HA 1:T:227-MET:HB3 1.70 0.72
1:d:180:ARG:CB 4:h:35:DT:H4’ 2.19 0.72
1:r:133:LEU:CG 1:r:134:LYS:H 1.99 0.72
1:A:214:ILE:O 1:A:227:-MET:HB2 1.89 0.72
1:B:288:LYS:HG2 1:B:293:ASN:OD1 1.90 0.72
4:H:22:DA:H2” 4:H:23:DG:H5’ 1.70 0.72
2:V:12: THR:O 2:V:16:ASN:N 2.20 0.72
1:b:288:LYS:HD3 1:b:288:LYS:C 2.13 0.72
1:1:24:LEU:O 1:1:32:LYS:N 2.21 0.72
1:1:233:GLU:OE2 1:1:236:ARG:NH1 2.23 0.72
1:t:200:GLN:OE1 1:t:299:ARG:HG3 1.89 0.72
1:B:177:ARG:NH1 1:B:178:PHE:O 2.22 0.72
1:D:26:GLN:OE1 1:D:26:GLN:N 2.23 0.72
1:S:129:VAL:HG13 1:S:130:ASP:H 1.54 0.72
1:b:195:GLY:O 3:¢:31:DG:N2 2.23 0.72
1:d:312:HIS:ND1 1:d:317:VAL:O 2.22 0.72
2:m:81: TYR:OH 2:n:51:GLN:OE1 2.05 0.72
1:t:312:HIS:ND1 1:t:317:VAL:O 2.22 0.72
1:b:63:LEU:HG 1:b:65:LEU:HD13 1.72 0.72
1:A:52:ILE:HG21 1:A:57:LEU:HD11 1.71 0.72
1:J:198:ARG:HD3 3:0:31:DG:H1 1.55 0.71
1:S:92:LEU:O 1:S:96:ARG:N 2.19 0.71
1:R:253:1LE:HG22 1:R:254:GLN:H 1.55 0.71
1:5:129:VAL:HG13 1:5:130:ASP:H 1.55 0.71
1:J:177:ARG:NH1 1:J:178:PHE:O 2.24 0.71
2:£:50:LEU:CD2 2:£:54:MET:HE2 2.19 0.71
1:t:288:LYS:O 1:t:289:HIS:HB2 1.89 0.71
1:A:292:PHE:CE2 1:A:295:LYS:HB2 2.24 0.71
2:F:5:1LE:HD11 2:F:26:LEU:CD2 2.20 0.71
1:K:236:ARG:O 1:K:241:ASP:HB2 1.88 0.71
1:j:253:1LE:HG22 1:j:254:GLN:H 1.55 0.71
2:v:12:THR:O 2:v:16:ASN:N 2.19 0.71
1:L:240:ALA:O 1:1:244:VAL:HG23 1.91 0.71
l:c:167:-MET:HE3 1:¢:245:LEU:HD21 1.73 0.71
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2:n:14:ALA:O 2:n:18:ARG:NH1 2.24 0.71
1:C:301:ALA:O 1:C:305:GLN:N 2.23 0.71
1:D:104:ARG:NE 1:D:216:PHE:O 2.19 0.71
2:U:9:VAL:O 3:W:18:DC:H3’ 1.90 0.71
1:b:11:ALA:HB2 1:b:24:LEU:CD2 2.20 0.71
2:u:35:PHE:HB3 3:w:19:DG:H4’ 1.71 0.71
3:0:6:DT:H4’ 3:0:7.DT.C7 2.21 0.71
3:G:26:DT:H2” 3:G:27:-DT:H6 1.56 0.71
1:b:216:PHE:CE2 1:b:227:-MET:HE1 2.26 0.71
1:t:126:ARG:HD3 1:t:167:MET:CE 2.21 0.71
1:a:91:ARG:NE 1:b:211:ASP:0OD2 2.21 0.71
1:r:26:GLN:HG3 1:r:31: TRP:HE3 1.56 0.71
1:A:164:TRP:CG 1:A:167:-MET:HE2 2.26 0.71
2:N:50:LEU:CD2 2:N:54:MET:HE2 2.21 0.71
1:b:289:HIS:ND1 1:b:290:PRO:HD2 2.06 0.71
1:¢:312:HIS:ND1 1:¢:317:VAL:O 2.22 0.71
1:1:179:ARG:HD3 4:p:35:DT:H2” 1.71 0.71
1:5:104:ARG:NH2 1:5:219:GLU:OE1 2.23 0.71
1:T:180:ARG:HB2 4:X:35:DT:H4’ 1.73 0.70
2:U:1:MET:HB2 2:U:41:PHE:CE1 2.26 0.70
3:0:11:DC:H42 4:p:26:DG:H1 1.37 0.70
1:B:69:TYR:C 1:B:70:LEU:HD12 2.16 0.70
4:P:33:DT:C7 4:P:35:DT:H3’ 2.21 0.70
2:e:71:ASP:O 2:¢:75:VAL:HG23 1.91 0.70
4:p:32:DT:H2” 4:p:33:DT:CH’ 2.20 0.70
1:1:280:ASP:0OD2 3:w:29:DA:N6 2.23 0.70
2:v:5:ILE:HD11 2:v:26:LEU:HD22 1.73 0.70
3:G:7:DT:H2’ 3:G:8:DG:N7 2.06 0.70
3:W:26:DT:H2” 3:W:27:DT:C6 2.25 0.70
1:t:125:ARG:NH1 1:t:242:SER:OG 2.23 0.70
1:B:26:GLN:CG 1:B:31:TRP:HB2 2.21 0.70
1:D:312:HIS:ND1 1:D:317:VAL:O 2.23 0.70
1:j:133:LEU:HG 1:j:134:LYS:H 1.56 0.70
1:1:222: ARG:N 1:q:313:LEU:O 2.25 0.70
1:C:227:MET:HE1 1:C:309:LEU:CD2 2.21 0.70
1:L:167:-MET:HE2 1:1L:245:LEU:HD13 1.71 0.70
1:t:122:LEU:HD12 | 1:t:125:ARG:HH11 1.56 0.70
4:X:10:DA:H2” 4:X:11:DA:O5’ 1.91 0.70
1:1:142:ARG:NH1 1:t:263:GLY:HA2 2.06 0.70
1:C:76:TYR:OH 1:C:79:SER:OG 2.00 0.70
4:X:32:DT:H2” 4:X:33:DT:C5’ 2.21 0.70
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Atom-1 Atom-2 distance (A) overlap (A)

1:a:312:HIS:ND1 1:a:317:VAL:O 2.25 0.70
1:t:72:GLN:NE2 4:x:31:DA:O4’ 2.25 0.70
2:m:10:PRO:HA 3:0:18:DC:H5’ 1.74 0.70
1:A:278:ALA:CB 1:A:281:ARG:NH2 2.55 0.70
2:F:71:ASP:O 2:F:75:VAL:HG23 1.92 0.70
1:J:133:LEU:HG 1:J:134:LYS:H 1.55 0.70
1:K:46:LEU:HD21 1:K:52:ILE:HD11 1.73 0.70
3:W:6:DT:H4’ 3:W:7.DT:C7 2.21 0.70
1:1:294:TYR:O 1:1:295:LYS:HG3 1.91 0.70
1:j:216:PHE:CE2 1:j:227:-MET:HE1 2.26 0.70
1:1:26:GLN:OE1 1:1:26:GLN:N 2.24 0.70
1:B:93:ALA:O 1:B:97:ALA:N 2.20 0.70
1:C:253:ILE:HD12 1:C:254:GLN:N 2.06 0.70
1:K:129:VAL:HG13 1:K:130:ASP:N 2.07 0.70
2:N:5:ILE:HD11 2:N:26:LEU:HD22 1.74 0.70
1:5:182:PRO:CB 1:5:188:ALA:HB2 2.21 0.70
1:L:91:ARG:NE 1:L:209:GLY:O 2.21 0.69
1:k:93:ALA:HB1 1:r:221: THR:OG1 1.92 0.69
2:m:34:GLN:CD 2:n:6:ILE:HD12 2.17 0.69
1:1:136:ARG:NH2 1:r:159:GLU:OE1 2.24 0.69
1:A:227:-MET:HE1 1:A:309:LEU:CD2 2.22 0.69
1:C:131:ASN:ND2 1:C:163:SER:OG 2.23 0.69
1:K:165:GLN:OE1 1:K:174:PHE:N 2.24 0.69
2:N:5:ILE:HG22 2:N:67:1ILE:HD12 1.72 0.69
1:j:198:ARG:HA 1:j:232:MET:HE2 1.74 0.69
1:T:222:ARG:NH2 1:a2:103:GLN:O 2.25 0.69
1:1:51:SER:OG 3:0:7:DT:0OP1 2.05 0.69
3:0:6:DT:H4’ 3:0:7:DT:H72 1.73 0.69
1:3:5:TYR:CD1 1:5:276:LEU:HD23 2.27 0.69
1:t:214:ILE:O 1:t:227:MET:HB2 1.91 0.69
3:w:26:DT:H2” 3:w:27:DT:C6 2.27 0.69
3:w:28:DC:H42 4:x:9:DG:H1 1.40 0.69
1:D:1:MET:N 1:D:40:THR:O 2.15 0.69
1:D:240:ALA:O 1:D:244:VAL:HG23 1.91 0.69
2:1:53:ALA:O 2:4:57:LEU:HD23 1.92 0.69
2:m:71:ASP:O 2:m:75:VAL:HG23 1.92 0.69
1:B:73:PHE:HB2 3:G:29:DA:H2’ 1.74 0.69
1:K:201:VAL:HG13 | 1:K:231:LEU:HD22 1.73 0.69
1:K:312:HIS:ND1 1:K:317:VAL:O 2.25 0.69
1:L:198:ARG:O 1:L:202:THR:OG1 2.08 0.69
3:g:11:DC:H2” 3:¢:12:DC:05’ 1.92 0.69
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1:j:69: TYR:C 1:;j:70:LEU:HD12 2.17 0.69
1:R:261:SER:C 1:R:262:LEU:HD22 2.18 0.69
1:T:85:SER:OG 1:T:87:ASN:OD1 2.10 0.69
1:A:281:ARG:NH1 1:A:281:ARG:HB2 2.08 0.69
1:K:253:ILE:HD12 1:K:254:GLN:N 2.07 0.69
1:Q:292:PHE:HE2 1:Q:295:LYS:HB2 1.58 0.69
2:V:50:LEU:HD21 2:V:54:MET:HE2 1.75 0.69
1:b:228:ILE:CG2 1:b:232:MET:HE3 2.22 0.69
1:J:69:TYR:C 1:J:70:LEU:HD12 2.17 0.69
1:J:195:GLY:O 3:0:31:DG:N2 2.26 0.69
1:K:165:GLN:NE2 1:K:172:TRP:O 2.25 0.69
2:M:9:VAL:O 2:M:19:ARG:NH2 2.25 0.69
1:R:288:LYS:HG2 1:R:293:ASN:OD1 1.93 0.69
1:b:289:HIS:HB2 1:b:290:PRO:CD 2.23 0.69
1:¢:182:PRO:CB 1:c:188:ALA:HB2 2.23 0.69
1:k:125:ARG:NH2 1:k:242:SER:OG 2.25 0.69
1:5:228:ILE:O 1:8:232:MET:N 2.21 0.69
1:t:104:ARG:O 1:t:108:VAL:HG23 1.92 0.69
4:x:33:DT:H6 4:x:34:DT:H2’ 1.58 0.69
4:H:10:DA:H2” 4:H:11:DA:O5’ 1.92 0.69
1:K:129:VAL:HG13 1:K:130:ASP:H 1.58 0.69
1:S:182:PRO:CB 1:S:188:ALA:HB2 2.23 0.69
1:r:133:LEU:HG 1:r:134:LYS:N 1.98 0.69
1:5:46:LEU:HD23 1:5:50:PRO:HG2 1.74 0.69
1:B:104:ARG:O 1:B:108:VAL:HG23 1.92 0.69
1:C:150:ARG:NH2 1:C:217:LEU:O 2.26 0.69
1:D:31:TRP:CZ2 3:G:5:DT:HYT’ 2.28 0.69
1:D:43:ASP:0D2 1:D:307:ARG:NH1 2.26 0.69
1:1:216:PHE:N 1:1:230:ASP:0OD2 2.26 0.68
2:M:9:VAL:O 3:0:18:DC:H3’ 1.91 0.68
1:R:69:TYR:C 1:R:70:LEU:HD12 2.17 0.68
1:R:167:MET:CE 1:R:245:LEU:HD21 2.23 0.68
1:¢:25:LYS:HB3 1:c:31:TRP:HA 1.75 0.68
1:B:101:PRO:O 1:B:105:LEU:N 2.24 0.68
1:T:91:ARG:NE 1:T:209:GLY:O 2.24 0.68
1:k:182:PRO:CB 1:k:188:ALA:HB2 2.24 0.68
1:r:198:ARG:O 1:r:202: THR:O0G1 2.05 0.68
1:A:92:LEU:O 1:A:96:ARG:N 2.23 0.68
1:A:262:LEU:HD22 1:A:263:GLY:N 2.08 0.68
1:A:281:ARG:HH11 | 1:A:281:ARG:HB3 1.58 0.68
1:B:214:1LE:O 1:B:227:MET:HB2 1.92 0.68
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Atom-1 Atom-2 distance (A) overlap (A)
4:P:10:DA:H2” 4:P:11:DA:O5’ 1.94 0.68
1:Q:164:TRP:O 1:Q:167:MET:HG2 1.93 0.68
1:R:179:ARG:NH2 3:W:33:DT:H2” 2.08 0.68
2:V:7.:TYR:O 2:V:36:SER:HB3 1.94 0.68
1:¢:85:SER:O 1:¢:91:ARG:NH2 2.27 0.68
1:c:267:LEU:HD23 | 1:c:272:THR:HG22 1.75 0.68
1:d:26:GLN:OFE1 1:d:26:GLN:N 2.26 0.68
1:r:1:MET:N 1:1:40:THR:O 2.17 0.68
1:r:198:ARG:HA 1:1r:232:MET:HE2 1.75 0.68
1:r:268: THR:HG22 1:r:270:SER:H 1.57 0.68
2:v:71:ASP:O 2:v:75:VAL:HG23 1.92 0.68
4:x:10:DA:H2” 4:x:11:DA:O5’ 1.93 0.68
2:E:88:LYS:H 2:E:88:LYS:HD3 1.58 0.68
3:W:16:DG:H2” 3:W:17:-DG:N7 2.07 0.68
1:k:258:PHE:CE2 1:k:260:GLU:HB2 2.29 0.68
2:n:71:ASP:O 2:n:75:VAL:HG23 1.93 0.68
1:r:101:PRO:O 1:r:105:LEU:N 2.24 0.68
1:t:222:ARG:NH1 4:x:35:DT:H72 2.07 0.68
3:W:11:DC:H2” 3:W:12:DC:0%’ 1.93 0.68
1:¢c:178:PHE:CD2 1:¢:180:ARG:HD3 2.28 0.68
2:m:41:PHE:CD2 2:m:88:LYS:HG3 2.29 0.68
3:w:14:DC:H2” 3:w:15:DT:C6 2.29 0.68
1:S:5:TYR:CD1 1:S:276:LEU:HD23 2.28 0.68
1:S:289:HIS:CE1 1:S:291:ILE:HB 2.28 0.68
1:1:120: TYR:HD1 1:1:133:LEU:HD11 1.58 0.68
4:p:34:DT:H2” 4:p:35:DT:05’ 1.93 0.68
1:r:69:TYR:C 1:r:70:LEU:HD12 2.18 0.68
1::61:LEU:HD23 1:s:82:PRO:HA 1.75 0.68
1:B:261:SER:O 1:B:262:LEU:HD22 1.94 0.68
2:4:7:TYR:O 2:1:36:SER:HB3 1.92 0.68
3:g:6:DT:H4’ 3:g:7:DT:H72 1.73 0.68
1:k:182:PRO:HB3 1:k:188:ALA:HB2 1.75 0.68
1:B:288:LYS:CE 1:B:290:PRO:HG2 2.24 0.68
1:D:180:ARG:HB2 4:H:35:DT:H4’ 1.75 0.68
4:P:33:DT:H4’ 4:P:34:-DT:0P1 1.94 0.68
3:g:6:DT:H4’ 3:g:7:DT:C7 2.24 0.68
1:A:126:ARG:NH2 1:A:242:SER:OG 2.27 0.68
1:K:225:PRO:O 1:K:229:LEU:HD13 1.93 0.68
4:h:34:DT:H2” 4:h:35:DT:05’ 1.94 0.68
1:1:146:LEU:HD21 1:1:150:ARG:NH2 2.09 0.68
1:j:26:GLN:CG 1:j:31: TRP:HB2 2.23 0.68
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:198:ARG:HD3 3:w:31:DG:H1 1.58 0.68
2:4:5:ILE:HD11 2:1:26:LEU:HD22 1.76 0.68
1:j:198:ARG:CD 3:0:31:DG:H1 2.06 0.68
2:M:18:ARG:NH1 2:M:63:ASP:0D2 2.27 0.67
2:U:79:ILE:O 2:V:67:ILE:N 2.27 0.67
2:V:71:ASP:O 2:V:75:VAL:HG23 1.94 0.67
1:1:266:ARG:NE 1:1:267:-LEU:O 2.20 0.67
2n:7:TYR:O 2:1:36:SER:HB3 1.94 0.67
1:B:63:LEU:HD23 1:B:63:LEU:N 2.08 0.67
1:B:91:ARG:NE 1:B:209:GLY:O 2.27 0.67
3:0:30:DA:H2” 3:0:31:DG:O5’ 1.94 0.67
1:C:300:ARG:HB3 | 1:C:304:LEU:HD11 1.76 0.67
1:R:63:LEU-HG 1:R:65:LEU:HD13 1.75 0.67
3:g:28:DC:H42 4:h:9:DG:H1 1.40 0.67
1:k:288:LYS:HA 1:k:295:LYS:HA 1.74 0.67
1:t:69:TYR:C 1:t:70:LEU:HD12 2.20 0.67
3:w:11:DC:H2” 3:w:12:DC:05’ 1.94 0.67
1:L:69:TYR:C 1:L:70:LEU:HD12 2.19 0.67
1:b:191:SER:HB3 3:g:33:DT:H4’ 1.77 0.67
1:d:288:LYS:HG2 1:d:294:TYR:HB3 1.76 0.67
1:j:104:ARG:NH2 1:j:219:GLU:OE2 2.28 0.67
1:k:172: TRP:HZ2 1:k:253:1ILE:HA 1.59 0.67
1:r:104:ARG:NH2 1:r:219:GLU:OE2 2.27 0.67
2:v:50:LEU:HD21 2:v:54:MET:HE2 1.76 0.67
1:B:199: THR:HG23 3:G:31:DG:N2 2.09 0.67
1:R:26:GLN:HG3 1:R:31:TRP:HE3 1.58 0.67
1:S:198:ARG:NH1 1:T:83:SER:OG 2.24 0.67
1:T:22:VAL:HG12 1:T:34:GLN:O 1.95 0.67
1:T:26:GLN:OE1 1:T:26:GLN:N 2.28 0.67
1:T:114:GLY:O 1:T:118:ASN:ND2 2.28 0.67
3:W:13:DC:H42 4:X:24:DG:H1 1.42 0.67
1:j:221: THR:OG1 1:5:93:ALA:HB1 1.95 0.67
1:D:69:TYR:C 1:D:70:LEU:HD12 2.20 0.67
4:P:33:DT:C6 4:P:34:DT:H2’ 2.26 0.67
1:T:117:HIS:O 1:T:121:ASN:OD1 2.13 0.67
1:t:92:LEU:O 1:t:96:ARG:N 2.23 0.67
2:U:1:MET:HB3 2:U:42:LEU:O 1.94 0.67
4:X:29:DC:02 4:X:29:DC:H2’ 1.95 0.67
1:a:288:LYS:0O 1:a4:293:ASN:N 2.27 0.67
2:¢:88:LYS:O 2:¢:88:LYS:HG2 1.95 0.67
1:1:129:VAL:HG21 1:1:133:LEU:HD13 1.75 0.67
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1:q:164:TRP:O 1:q:167:-MET:HG2 1.95 0.67
4:x:29:DC:02 4:x:29:DC:H2’ 1.95 0.67
1:B:180:ARG:HG3 3:G:33:DT:04’ 1.94 0.67
2:F:48:ALA:O 2:F:52:THR:O0G1 2.07 0.67
2:M:7:TYR:OH 3:0:20:DG:0OP1 2.12 0.67
1:c:77:VAL:O 1:d:83:SER:N 2.26 0.67
1:1:6:LEU:HD22 1:1:50:PRO:HG3 1.77 0.67
1:C:59:TYR:CE2 1:C:63:LEU:HD11 2.30 0.67
1:D:120: TYR:HD1 | 1:D:133:LEU:HD11 1.60 0.67
1:L:212:PRO:HA 1:L:227:-MET:HB3 1.77 0.67
2:N:12: THR:O 2:N:16:ASN:N 2.24 0.67
2:e:10:PRO:HA 3:g:18:DC:H5’ 1.77 0.67
1:q:292:PHE:CE2 1:q:295:LYS:HB2 2.29 0.67
1:8:259: THR:OG1 1:8:263:GLY:O 2.09 0.67
1:C:247:VAL:HG23 | 1:C:248:LEU:HD12 1.76 0.67
1:D:91:ARG:NE 1:D:209:GLY:O 2.28 0.67
2:E:2:.LEU:HD12 2:E:41:PHE:HB2 1.77 0.67
2:E:10:PRO:HA 3:G:18:DC:H5’ 1.77 0.67
1:K:142:ARG:HD3 | 1:D:263:GLY:HA3 1.76 0.67
2:m:88:LYS:O 2:m:88:LYS:HG2 1.95 0.67
1:K:240:ALA:O 1:K:244:VAL:HG23 1.95 0.66
3:0:24:DC:H?’ 3:0:25:-DT:H71 1.76 0.66
1:Q:24:LEU:O 1:Q:32:LYS:N 2.28 0.66
4:h:34:DT:H1’ 4:h:35:DT:0OP1 1.95 0.66
1:j:214:ILE:O 1:j:227:MET:HE2 1.94 0.66
1:1:216:PHE:CE2 1:1:227:MET:HE1 2.30 0.66
1:5:198:ARG:NH1 1:t:83:SER:OG 2.24 0.66
2:U:35:PHE:HB3 3:W:19:DG:H4’ 1.76 0.66
1:k:133:LEU:O 1:k:136:ARG:N 2.29 0.66
1:q:24:LEU:O 1:q:32:LYS:N 2.28 0.66
1:A:91:ARG:NE 1:B:211:ASP:0D2 2.25 0.66
1:¢:180:ARG:CZ 1:¢:183: THR:OG1 2.44 0.66
2:4:71:ASP:O 2:4:75:VAL:HG23 1.95 0.66
1:k:289:HIS:CE1 1:k:291:ILE:HB 2.30 0.66
1:1:263:GLY:HA2 1:q:142:ARG:NH1 2.06 0.66
1:A:190:LEU:O 1:A:194: TYR:N 2.29 0.66
1:D:22:VAL:HG12 1:D:34:GLN:O 1.94 0.66
1:D:247:VAL:HG23 | 1:D:252:GLU:OE1 1.94 0.66
1:k:288:LYS:NZ 1:k:295:LYS:HE2 2.10 0.66
3:0:11:DC:H2” 3:0:12:DC:05’ 1.95 0.66
1:1:244:VAL:HG12 1:r:248:LEU:HD12 1.77 0.66
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1:B:216:PHE:CE2 1:B:227-MET:HE1 2.30 0.66
1:1:228:1LE:O 1:1:232:MET:N 2.27 0.66
1:J:198:ARG:HD3 3:0:31:DG:N1 2.10 0.66
1:R:133:LEU:HG 1:R:134:LYS:N 2.09 0.66
1:T:242:SER:O 1:T:246: THR:0G1 2.08 0.66
1:T:288:LYS:HG3 1:T:289:HIS:N 2.10 0.66
1:1:214:.1LE:O 1:1:227:-MET:HB2 1.95 0.66
1:t:26:GLN:OE1 1:t:26:GLN:N 2.29 0.66
1:B:225:PRO:HB3 1:B:228:ILE:HD12 1.77 0.66
1:b:73:PHE:O 1:b:200:GLN:NE2 2.28 0.66
2:m:33:ARG:NE 2:m:39:GLU:OE2 2.29 0.66
3:0:6:DT:H4’ 3:0:7:DT:C7 2.26 0.66
1:Q:313:LEU:O 1:d:222:ARG:N 2.29 0.66
2:U:12:THR:HG23 2:U:15:GLY:H 1.60 0.66
1:b:6:LEU:HD11 1:b:13:LEU:HD11 1.78 0.66
1:b:136:ARG:NH2 1:b:159:GLU:OE1 2.28 0.66
1:d:280:ASP:OD1 1:d:299:ARG:NH2 2.29 0.66
1:B:117:HIS:NE2 1:B:137:GLY:HA3 2.11 0.66
1:K:228:ILE:O 1:K:232:MET:N 2.20 0.66
1:R:198:ARG:O 1:R:202: THR:0G1 2.09 0.66
4:p:10:DA:H2” 4:p:11:DA:O5’ 1.94 0.66
1:1:6:LEU:HD22 1:1:50:PRO:HG3 1.76 0.66
1:S:312:HIS:ND1 1:S:317:VAL:O 2.28 0.66
1:b:128:GLN:OE1 1:b:167:-MET:HB2 1.95 0.66
1:r:167:MET:CE 1:1:245:LEU:HD21 2.24 0.66
1:t:136:ARG:NH2 1:t:159:GLU:OE1 2.29 0.66
1:C:262:LEU:HB3 1:C:264:ALA:CB 2.23 0.66
1:R:136:ARG:NH2 1:R:159:GLU:OE1 2.28 0.66
1:T:69:TYR:C 1:T:70:LEU:HD12 2.22 0.66
1:j:214:ILE:O 1:j:227:-MET:HB2 1.96 0.66
1:r:63:LEU:HG 1:r:65:LEU:HD13 1.76 0.66
1:B:104:ARG:NH2 1:B:219:GLU:OE2 2.28 0.66
1:B:120:TYR:CD2 1:B:135:GLY:HA3 2.31 0.66
3:G:5:DT:H2” 3:G:6:DT:OP1 1.95 0.66
3:G:22:DC:N4 4:H:15:DG:06 2.27 0.66
1:I1:227:-MET:HE1 1:1:309:LEU:HD21 1.78 0.65
1:J:297:-THR:HG23 1:J:300:ARG:H 1.62 0.65
1:K:116:VAL:HG21 | 1:K:137:GLY:HA2 1.76 0.65
1:k:23:ALA:HB1 1:k:31: TRP:HB3 1.77 0.65
1:1:91:ARG:NE 1:1:209:GLY:O 2.27 0.65
1:1:150:ARG:HH21 1:1:217.LEU:HD12 1.61 0.65
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1:1:253:ILE:HG22 1:1:254:GLN:H 1.60 0.65
1:t:242:SER:O 1:t:246: THR:OG1 2.04 0.65
2:v:7:'TYR:O 2:v:36:SER:HB3 1.96 0.65
1:C:129:VAL:HG13 1:C:130:ASP:H 1.59 0.65
1:R:120:TYR:HB3 | 1:R:133:LEU:HD13 1.78 0.65
1:S:61:LEU:HD23 1:S:82:PRO:HA 1.78 0.65
1:S:253:ILE:HD12 1:S:254:GLN:N 2.11 0.65
1:¢:129:VAL:HG13 1:¢:130:ASP:N 2.11 0.65
1:1:164: TRP:CG 1:1:167:-MET:HE2 2.31 0.65
1:1:312:HIS:ND1 1:1:317:VAL:O 2.29 0.65
2:u:79:ILE:O 2:v:67:ILE:N 2.29 0.65
1:S:165:GLN:OE1 1:S:174:PHE:N 2.27 0.65
1:S:238:LEU:O 1:S:242:SER:HB3 1.96 0.65
2:m:8:ASP:0D2 2:n:34:GLN:HB3 1.96 0.65
1:A:22:VAL:HG12 1:A:34:GLN:O 1.96 0.65
4:H:29:DC:02 4:H:29:DC:H2’ 1.96 0.65
1:L:123:LEU:O 1:1L:127:GLY:N 2.30 0.65
1:S:93:ALA:HB1 1:b:221:THR:OG1 1.97 0.65
1:A:212:PRO:HA 1:A:227:-MET:HB3 1.79 0.65
1:B:167:-MET:CE 1:B:245:LEU:HD21 2.26 0.65
1:L:180:ARG:HB2 4:P:35:DT:H4’ 1.78 0.65
1:L:214:1LE:O 1:L:227-MET:HE2 1.97 0.65
1:B:109:LYS:HB3 1:B:141:MET:HE1 1.78 0.65
2:E:12: THR:HG23 2:E:15:GLY:H 1.60 0.65
1:1:133:LEU:O 1:1:136:ARG:O 2.14 0.65
2:M:12: THR:HG23 2:M:15:GLY:H 1.61 0.65
3:0:11:DC:H2” 3:0:12:DC:0%’ 1.97 0.65
1:Q:114:GLY:O 1:Q:118:ASN:ND2 2.30 0.65
1:¢:289:HIS:CE1 1:¢:291:1ILE:HB 2.31 0.65
1:D:287:PHE:O 1:D:288:LYS:HB2 1.95 0.65
2:M:8:ASP:0OD2 2:N:34:GLN:HB3 1.97 0.65
1:T:192:PHE:HD1 4:X:34:DT:H5” 1.62 0.65
1:T:263:GLY:HA3 1:a:142:ARG:CG 2.26 0.65
1:a:164: TRP:CG l:a:167:MET:HE2 2.31 0.65
1:j:136:ARG:NH2 1:j:159:GLU:OE1 2.30 0.65
1:K:23:ALA:HB1 1:K:31: TRP:HB3 1.79 0.65
1:S:201:VAL:HG13 | 1:S:231:LEU:HD22 1.78 0.65
1:T:263:GLY:HA2 1:a:142:ARG:NH1 2.09 0.65
l:a:4:LEU:HD12 l:a:5:'TYR:N 2.12 0.65
1:b:26:GLN:HB3 1:b:31:TRP:HB2 1.78 0.65
1:k:85:SER:O 1:k:91:ARG:NH2 2.30 0.65
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:228:ILE:CG2 1:r:232:MET:HE3 2.26 0.65
1:J:214:ILE:O 1:J:227:-MET:HE2 1.96 0.65
3:0:30:DA:H2” 3:0:31:DG:05’ 1.96 0.65
1:Q:15:LYS:NZ 4:X:12:DA:OP1 2.27 0.65
1:Q:146:LEU:HD21 | 1:Q:150:ARG:NH2 2.12 0.65
1:R:268: THR:HG22 1:R:270:SER:H 1.62 0.65
1:R:288:LYS:HG3 1:R:290:PRO:O 1.96 0.65
1:k:238:LEU:O 1:k:242:SER:HB3 1.97 0.65
1:5:239:VAL:O 1:5:243:VAL:HG23 1.96 0.65
1:A:303:GLU:OE2 1:A:307:ARG:NH2 2.29 0.65
3:G:11:DC:H42 4:H:26:DG:H1 1.43 0.65
1:k:178:PHE:HB3 1:k:180:ARG:HG2 1.78 0.65
3:w:6:DT:H4’ 3:w:7:DT:C7 2.26 0.65
1:A:312:HIS:ND1 1:A:317:VAL:O 2.29 0.65
1:J:198:ARG:CD 3:0:31:DG:H1 2.11 0.64
1:T:240:ALA:O 1:T:244:VAL:HG23 1.97 0.64
1:d:164: TRP:HA 1:d:167:-MET:HB3 1.78 0.64
1:1:133:LEU:HD23 1:1:136:ARG:HD2 1.79 0.64
1:j:6:LEU:HD11 1:j:13:LEU:HD11 1.79 0.64
1:k:41:LEU:O 1:k:65:LEU:HD21 1.96 0.64
1:J:25:LYS:HE2 1:J:25:LYS:HA 1.79 0.64
1:T:180:ARG:CB 4:X:35:DT:H4’ 2.26 0.64
1:a:283:LEU:HD22 1:a:299:ARG:HB2 1.78 0.64
2:n:53:ALA:O 2:n:57:LEU:HD23 1.96 0.64
4:p:34:DT:H2” 4:p:35:DT:CH’ 2.28 0.64
1:5:259: THR:HB 1:5:265:PHE:CE1 2.32 0.64
2:u:12:THR:HG23 2:u:15:GLY:H 1.62 0.64
2:E:9:VAL:O 3:G:18:DC:H3’ 1.96 0.64
1:d:91:ARG:NE 1:d:209:GLY:O 2.29 0.64
1:d:129:VAL:HG21 | 1:d:133:LEU:HD13 1.79 0.64
1:1:38:ALA:O 1:1:39:GLN:HG2 1.98 0.64
1:5:129:VAL:HG13 1:5:130:ASP:N 2.11 0.64
1:A:107:ILE:HD12 1:A:216:PHE:CE1 2.32 0.64
1:A:216:PHE:N 1:A:230:ASP:0OD2 2.31 0.64
1:D:288:LYS:O 1:D:289:HIS:HB2 1.97 0.64
1:J:199: THR:HG23 3:0:31:DG:N2 2.12 0.64
1:Q:292:PHE:HZ 1:Q:295:LYS:HE3 1.63 0.64
1:S:46:LEU:HD23 1:S:50:PRO:HG2 1.80 0.64
1:a:289:HIS:O 1:a:292:PHE:N 2.29 0.64
1:¢:236:ARG:O 1:c:241:ASP:HB2 1.98 0.64
1:1:72:GLN:NE2 4:p:31:DA:04’ 2.29 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
3:w:8:DG:H2’ 3:w:9:DT:H72 1.79 0.64
2:E:50:LEU:CD2 2:E:54:-MET:HE3 2.24 0.64
1:1:91:ARG:NE 1:J:211:ASP:OD2 2.24 0.64
1:1:139:LEU:HD22 1:1:142:ARG:HD3 1.78 0.64
1:T:120:TYR:HB3 | 1:T:133:LEU:HD11 1.77 0.64
1:b:214:ILE:O 1:b:227:MET:HB2 1.97 0.64
l:c:46:LEU:HD21 1l:c:52:ILE:HD11 1.79 0.64
2:1:69:VAL:C 2:£:70:LEU:HD12 2.22 0.64
1:q:15:LYS:NZ 4:x:12:DA:OP1 2.25 0.64
1:C:312:HIS:ND1 1:C:317:VAL:O 2.28 0.64
2:E:51:GLN:NE2 2:F:81:TYR:OH 2.30 0.64
2:E:88:LYS:0O 2:E:88:LYS:HG2 1.95 0.64
1:S:129:VAL:HG13 1:S:130:ASP:N 2.11 0.64
1:C:201:VAL:HG13 | 1:C:231:LEU:HD22 1.80 0.64
1:D:38:ALA:O 1:D:39:GLN:HG2 1.97 0.64
1:R:26:GLN:HG3 1:R:31:TRP:CE3 2.33 0.64
1:S:146:LEU:HD23 | 1:S:150:ARG:HG3 1.79 0.64
2:U:50:LEU:CD2 2:U:54:MET:HE3 2.25 0.64
1:b:52:ILE:HD13 1:b:57:LEU:HD11 1.79 0.64
1:b:289:HIS:CG 1:b:290:PRO:HD2 2.32 0.64
1:j:202:THR:O 1:j:206:HIS:ND1 2.29 0.64
1:q:99:GLU:OE2 1:1:96:ARG:NE 2.28 0.64
1:J:167:-MET:CE 1:J:245:LEU:HD21 2.27 0.64
1:J:189:LEU:O 1:J:193:GLY:N 2.24 0.64
1:S:131:ASN:ND2 1:S:163:SER:OG 2.31 0.64
1:T:150:ARG:HH21 | 1:T:217:LEU:HD12 1.62 0.64
2:n:35:PHE:CE2 3:0:18:DC:H4’ 2.32 0.64
1:t:28R8:LYS:HG3 1:t:289:HIS:N 2.11 0.64
1:A:136:ARG:NE 1:A:159:GLU:OE1 2.31 0.64
1:K:46:LEU:CD2 1:K:52:ILE:HD11 2.27 0.64
1:K:89:GLN:NE2 1:C:89:GLN:O 2.31 0.64
2:N:7:TYR:O 2:N:36:SER:HB3 1.97 0.64
1:Q:177:ARG:NH1 1:Q:178:PHE:O 2.31 0.64
2:m:18:ARG:NH1 2:m:63:ASP:0D2 2.27 0.64
1:1:212:PRO:O 1:1:226:ALA:N 2.31 0.64
1:B:288:LYS:HG3 1:B:290:PRO:O 1.98 0.64
1:L:288:LYS:HG3 1:1:289:HIS:H 1.63 0.64
4:P:29:DC:02 4:P:29:DC:H2’ 1.98 0.64
1:k:225:PRO:O 1:k:229:LEU:HD13 1.97 0.64
1:5:238:LEU:O 1:5:242:SER:HB3 1.97 0.64
1:D:120:TYR:CD1 | 1:D:133:LEU:HD11 2.32 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
1:L:114:GLY:O 1:L:118:ASN:ND2 2.31 0.63
1:S:239:VAL:O 1:S:243:VAL:HG23 1.98 0.63
1:¢:260:GLU:HB3 1:¢:266:ARG:NH2 2.13 0.63
4:h:10:DA:H2” 4:h:11:DA:O5’ 1.97 0.63
1:k:201:VAL:HG13 | 1:k:231:LEU:HD22 1.79 0.63
2:E:8:ASP:0D2 2:F:34:GLN:HB3 1.97 0.63
1:K:69:TYR:C 1:K:70:LEU:HD12 2.23 0.63
1:L:156:ALA:O 1:L:160: TYR:N 2.32 0.63
1:Q:292:PHE:CE2 1:Q:295:LYS:HE3 2.32 0.63
4:h:29:DC:02 4:h:29:DC:H2’ 1.99 0.63
1:1:201:VAL:HG11 1:1:228:.1ILE:HG23 1.80 0.63
1:t:259: THR:HG22 1:t:260:GLU:N 2.13 0.63
1:D:265:PHE:CZ 4:H:34:DT:H4’ 2.32 0.63
1:J:214:ILE:O 1:J:227:-MET:HB2 1.99 0.63
4:P:34:DT:H2” 4:P:35:DT:05’ 1.97 0.63
1:T:12:VAL:CG2 3:W:6:DT:H5” 2.28 0.63
3:W:14:DC:H2” 3:W:15:DT:C6 2.33 0.63
1:b:259: THR:HG22 1:b:260:GLU:H 1.63 0.63
2:£:35:PHE:CE2 3:g:18:DC:H4’ 2.29 0.63
1:L:286:GLU:HB3 1:1:296:CYS:O 1.96 0.63
1:R:288:LYS:CE 1:R:290:PRO:HG2 2.28 0.63
1:T:259: THR:HG22 1:T:260:GLU:N 2.14 0.63
2:V:5:1LE:HD11 2:V:26:LEU:HD22 1.81 0.63
1:a:177:ARG:NH1 1:a:179:ARG:HA 2.14 0.63
3:2:30:DA:H2” 3:2:31:DG:05’ 1.99 0.63
1:1:239:VAL:O 1:1:243:VAL:HG23 1.97 0.63
1:5:253:ILE:HD12 1:5:254:GLN:N 2.12 0.63
1:B:179:ARG:NH2 3:G:33:DT:H2” 2.12 0.63
1:K:260:GLU:HB3 | 1:K:266:ARG:NH2 2.14 0.63
1:1:288:LYS:HG2 1:L:294: TYR:HB3 1.80 0.63
2:N:53:ALA:O 2:N:57:LEU:HD23 1.98 0.63
2:N:69:VAL:C 2:N:70:LEU:HD12 2.24 0.63
1:R:104:ARG:O 1:R:108:VAL:HG23 1.98 0.63
1:d:120: TYR:HB3 1:d:133:LEU:HD21 1.81 0.63
4:p:34:DT:H1’ 4:p:35:DT:OP1 1.99 0.63
1:5:258:PHE:CE2 1:5:260:GLU:HB2 2.34 0.63
1:t:38:ALA:O 1:t:39:GLN:HG2 1.98 0.63
1:A:164: TRP:O 1:A:167:-MET:HG2 1.98 0.63
1:C:27:GLU:HG3 1:C:31:TRP:NE1 2.10 0.63
1:K:96:ARG:HB2 | 1:D:221:THR:HG21 1.80 0.63
1:L:72:GLN:NE2 4:P:31:DA:N3 2.46 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
2:M:10:PRO:HA 3:0:18:DC:H¥’ 1.79 0.63
3:0:6:DT:0P1 3:0:6:DT:H6 1.82 0.63
2:¢:8:ASP:0D2 2:1:34:GLN:HB3 1.98 0.63
2:1:14:ALA:O 2::18:ARG:NH1 2.32 0.63
2:m:9:VAL:O 3:0:18:DC:H3’ 1.98 0.63
4:p:29:DC:02 4:p:29:DC:H2’ 1.99 0.63
1:r:26:GLN:HB3 1:r:31: TRP:HB2 1.79 0.63
2:u:1:MET:HB3 2:u:42:LEU:O 1.98 0.63
1:Q:216:PHE:N 1:Q:230:ASP:0D2 2.31 0.63
1:T:288:LYS:O 1:T:289:HIS:HB2 1.98 0.63
1:d:38:ALA:O 1:d:39:GLN:HG2 1.99 0.63
1:j:115:LYS:NZ 1:j:233:GLU:OE1 2.23 0.63
1:j:290:PRO:O 1:j:292:PHE:N 2.31 0.63
1:D:146:LEU:HD21 | 1:D:150:ARG:NH2 2.14 0.63
1:D:155:LEU:HD11 | 1:D:159:GLU:OE2 1.99 0.63
1:1:141:MET:O 1:B:181:PRO:CG 2.47 0.63
1:K:247:-VAL:HG23 | 1:K:248:LEU:HD12 1.79 0.63
1:L:260:GLU:HB3 1:C:142:ARG:NH2 2.14 0.63
3:0:5:DT:C1’ 3:0:6:DT:H72 2.29 0.63
4:X:33:DT:C7 4:X:35:DT:H5’ 2.28 0.63
2::9:VAL:O 3:¢:18:DC:H3’ 1.99 0.63
1:1:260:GLU:HG3 1:1:265:PHE:CZ 2.33 0.63
3:w:16:DG:H2” 3:w:17:DG:N7 2.13 0.63
1:C:306:ALA:O 1:C:309:LEU:N 2.31 0.63
1:L:227:MET:O 1:L:231:LEU:HD13 1.99 0.63
1:S:259: THR:0G1 1:S:263:GLY:O 2.17 0.63
1:5:105:LEU:HD21 1:s:145:-THR:HA 1.81 0.63
1:B:120:TYR:CD1 1:B:135:GLY:HA3 2.33 0.63
1:B:133:LEU:HG 1:B:134:LYS:N 2.14 0.63
1:B:188:ALA:O 1:B:192:PHE:N 2.31 0.63
1:J:104:ARG:NH2 1:J:219:GLU:OE2 2.32 0.62
1:S:210:LEU:HD13 1:S:227:MET:HE2 1.80 0.62
1:a:213:TYR:O 1:a:220: THR:OG1 2.12 0.62
1:.C:1:MET:HG3 1:C:1:MET:O 1.97 0.62
1:D:86:ARG:O 1:D:314:GLN:NE2 2.32 0.62
1:j:160: TYR:O 1:;j:164:TRP:NE1 2.33 0.62
1:r:137:GLY:O 1:r:138:LYS:HB3 1.99 0.62
1:A:278:ALA:HA 1:A:281:ARG:NH2 2.13 0.62
2:M:83:THR:0G1 2:N:66:CYS:SG 2.56 0.62
1:R:26:GLN:HG2 1:R:31:TRP:HB2 1.82 0.62
1:1:164: TRP:O 1:1:167:-MET:HG2 1.99 0.62
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2n:5:1LE:HD11 2:1:26:LEU:CD2 2.29 0.62
1:D:288:LYS:HG3 1:D:289:HIS:N 2.14 0.62
1:L:72:GLN:NE2 4:P:31:DA:O4’ 2.31 0.62
1:t:129:VAL:C 1:t:131:ASN:H 2.07 0.62
1:C:167-MET:HE3 | 1:C:245:LEU:HD21 1.80 0.62
1:1:247:VAL:HG23 1:1:248:LEU:HD12 1.82 0.62
1:R:26:GLN:CG 1:R:31:TRP:HB2 2.29 0.62
4:h:34:DT:H2” 4:h:35:DT:C5’ 2.30 0.62
1:1:201:VAL:CG1 1:1:228:1LE:HG23 2.30 0.62
2:n:69:VAL:C 2:n:70:LEU:HD12 2.25 0.62
1:5:196:LEU:HD11 1:5:279:PHE:CE1 2.35 0.62
1:t:240:ALA:O 1:t:244:VAL:HG23 1.99 0.62
1:t:268: THR:HG23 1:t:271:ALA:H 1.64 0.62
2:E:35:PHE:HB3 3:G:19:DG:H4’ 1.80 0.62
1:1:116: VAL:HG21 1:1:137:GLY:HA2 1.80 0.62
1:1:213:TYR:O 1:1:220: THR:OG1 2.11 0.62
2:F:35:PHE:HE2 3:G:18:DC:H4’ 1.64 0.62
1:a:146:LEU:HD21 | 1:a:150:ARG:HH21 1.65 0.62
1:k:236:ARG:O 1:k:241:ASP:HB2 1.99 0.62
1:q:164: TRP:CG 1:q:167:-MET:HE2 2.34 0.62
1:5:221: THR:HG22 1:5:221:THR:O 1.99 0.62
1:B:197:LEU:HD21 | 1:B:235:PHE:HB2 1.82 0.62
1:C:94:GLN:NE2 1:C:227:MET:HG3 2.15 0.62
1:D:192:PHE:CD1 4:H:34:DT:H5” 2.33 0.62
1:J:165:GLN:OE1 1:J:174:PHE:N 2.33 0.62
2:M:69:VAL:C 2:M:70:LEU:HD?22 2.25 0.62
2:¢:33:ARG:NE 2:¢:39:GLU:OE2 2.32 0.62
1:1:177:ARG:NH1 1:1:179:ARG:HA 2.15 0.62
1:D:202: THR:O 1:D:206:HIS:ND1 2.32 0.62
1:1:243:VAL:O 1:1:246: THR:HG22 2.00 0.62
1:a:212:PRO:HA 1:2:227:-MET:HB3 1.82 0.62
1:1:146:LEU:HD21 1:1:150:ARG:HH21 1.63 0.62
1:1:283:LEU:HD22 1:1:299:ARG:HB2 1.82 0.62
1:k:260:GLU:HB3 1:k:266:ARG:NH2 2.15 0.62
1:k:260:GLU:O 1:k:264:ALA:HB3 1.98 0.62
1:1:69:TYR:C 1:1:70:LEU:HD12 2.24 0.62
1:5:69:TYR:C 1:5:70:LEU:HD12 2.24 0.62
1:B:59:TYR:O 1:B:63:LEU:HD21 1.99 0.62
3:G:11:DC:H2” 3:G:12:DC:0%’ 1.99 0.62
4:H:32:DT:H2” 4:H:33:DT:C5’ 2.27 0.62
1:1:93:ALA:HB1 1:B:221:THR:OG1 2.00 0.62
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1:Q:231:LEU:HD23 1:Q:231:LEU:C 2.24 0.62
1:c:172: TRP:HZ2 1:¢:253:ILE:HA 1.65 0.62
1:1:216:PHE:N 1:1:230:ASP:0OD2 2.32 0.62
2:E:48:ALA:O 2:E:52: THR:0G1 2.08 0.62
1:T:287:PHE:O 1:T:288:LYS:HB2 2.00 0.61
1:c:69:TYR:C 1:¢:70:LEU:HD12 2.25 0.61
1:D:288:LYS:HG3 1:D:289:HIS:H 1.65 0.61
1:R:270:SER:O 1:R:274: THR:HG23 2.00 0.61
1:S:225:PRO:O 1:S:229:LEU:HD13 2.00 0.61
1:T:268: THR:HG23 1:T:271:ALA:H 1.64 0.61
1:d:286:GLU:OE2 1:d:288:LYS:N 2.33 0.61
1:A:3:THR:O 2:E:90:GLY:CA 2.48 0.61
1:T:179:ARG:HD3 4:X:35:DT:H2” 1.82 0.61
1:¢:129:VAL:HG13 1:¢:130:ASP:H 1.65 0.61
1:1:156:ALA:O 1:1:160: TYR:N 2.33 0.61
1:t:192:PHE:HD1 4:x:34:DT:H5” 1.65 0.61
1:A:38:ALA:N 2:E:28:GLY:O 2.33 0.61
1:A:143:GLN:NE2 1:A:148:GLN:OE1 2.33 0.61
1:A:282:LYS:O 1:A:285:SER:OG 2.12 0.61
1:B:57:LEU:O 1:B:61:LEU:N 2.25 0.61
1:C:1:MET:HE2 1:C:42:GLU:OE1 2.00 0.61
1:R:137:GLY:O 1:R:138:LYS:HB3 2.01 0.61
1:R:198:ARG:HD2 3:W:31:DG:06 2.00 0.61
1l:a:216:PHE:N 1:a:230:ASP:0OD2 2.34 0.61
1:b:114:GLY:O 1:b:118:ASN:ND2 2.34 0.61
1:1:12:VAL:CG2 3:0:6:DT:H5” 2.29 0.61
3:0:31:DG:HY’ 3:0:32:.DT:CH’ 2.31 0.61
1:q:118:ASN:HB3 1:q:238:LEU:HD21 1.81 0.61
1:r:198:ARG:HD3 3:w:31:DG:N1 2.16 0.61
1:B:244:VAL:O 1:B:248:LEU:HB2 2.01 0.61
1:C:289:HIS:HE1 1:C:291:ILE:HB 1.64 0.61
1:D:122:LEU:HD12 | 1:D:125:ARG:HH11 1.65 0.61
1:L:262:LEU:HD22 1:C:138:LYS:HD3 1.82 0.61
1:S:232:MET:HE3 1:S:236:ARG:HE 1.64 0.61
l:a:3: THR:HG23 1:a:43:ASP:CB 2.30 0.61
1:C:133:LEU:O 1:C:136:ARG:N 2.33 0.61
1:C:225:PRO:O 1:C:229:LEU:HD13 2.00 0.61
1:D:280:ASP:OD1 1:D:299:ARG:NH2 2.33 0.61
1:d:179:ARG:HG2 1:d:180:ARG:H 1.65 0.61
1:C:25:LYS:HE3 1:C:28:ASP:HB2 1.81 0.61
1:L:24:LEU:O 1:L:31: TRP:HA 2.01 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:180:ARG:CB 4:p:35:DT:H4’ 2.31 0.61
1:r:261:SER:O 1:r:262:LEU:HD22 1.99 0.61
1:5:165:GLN:OE1 1:5:174:PHE:N 2.28 0.61
1:A:6:LEU:HD22 1:A:50:PRO:HG3 1.81 0.61
1:B:63:LEU:HD23 1:B:63:LEU:H 1.66 0.61
1:J:261:SER:O 1:J:262:LEU:HD22 2.00 0.61
1:L:287:PHE:O 1:L:288:LYS:HB2 2.00 0.61
2:M:88:LYS:0O 2:M:88:LYS:HG2 2.01 0.61
1:Q:101:PRO:0O 1:Q:105:LEU:N 2.33 0.61
1:Q:201:VAL:CG1 | 1:Q:231:LEU:HD22 2.31 0.61
1:b:26:GLN:CG 1:b:31: TRP:HB2 2.31 0.61
2:¢:18:ARG:NH1 2:¢:63:ASP:0D2 2.29 0.61
3:g:7:DT:H?’ 3:2:8:DG:N7 2.16 0.61
1:1:205:VAL:HG21 1:1:212:PRO:HG3 1.82 0.61
1:1:288:LYS:O 1:1:293:ASN:N 2.33 0.61
1:q:59:TYR:CE2 1:q:63:LEU:HD11 2.35 0.61
1:q:312:HIS:ND1 1:q:317:VAL:O 2.30 0.61
1:J:288:LYS:HG2 1:J:293:ASN:OD1 2.01 0.61
1:J:290:PRO:O 1:J:292:PHE:N 2.34 0.61
1:K:139:LEU:HD13 1:K:139:LEU:C 2.26 0.61
1:S:105:LEU:HD21 1:S:145:THR:HA 1.83 0.61
1:d:12:VAL:CG2 3:g:6:DT:Hb5” 2.30 0.61
1:j:199: THR:HG23 3:0:31:DG:N2 2.16 0.61
1:1:122:LEU:HD12 1:1:125:ARG:HH11 1.66 0.61
1:5:105:LEU:HD21 1:5:145:THR:CA 2.31 0.61
1:t:122:LEU:CD1 1:t:125:ARG:HH11 2.12 0.61
1:4:123:LEU:HD22 1:t:128:GLN:HG2 1.81 0.61
2:u:83: THR:OG1 2:v:66:CYS:SG 2.58 0.61
1:K:57:LEU:HD13 1:K:61:LEU:HD13 1.82 0.61
1:1:288:LYS:HG3 1:1:289:HIS:N 2.16 0.61
4:P:34:DT:0OP1 4:P:34:DT:C6 2.54 0.61
1:T:92:LEU:O 1:T:96:ARG:N 2.27 0.61
1:T:288:LYS:HB3 1:T:294:TYR:H 1.66 0.61
1:¢:258:PHE:CE2 1:¢:260:GLU:HB2 2.35 0.61
1:d:51:SER:OG 3:¢:7:DT:0OP1 2.18 0.61
1:1:142:ARG:CG 1:t:263:GLY:HA3 2.31 0.61
1:j:198:ARG:HD3 3:0:31:DG:N1 2.15 0.61
3:0:26:DT:H2” 3:0:27:DT:C6 2.35 0.61
1:q:282:LYS:0 1:q:285:SER:OG 2.14 0.61
1:5:22:VAL:O 1:s:33:LYS:HA 2.01 0.61
1:5:99:GLU:OE2 1:t:96:ARG:NH1 2.34 0.61
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Atom-1 Atom-2 distance (A) overlap (A)

1:t:31: TRP:CZ2 3:w:5:DT:HY’ 2.36 0.61
1:A:281:ARG:CB 1:A:281:ARG:NH1 2.63 0.61
1:1:101:PRO:O 1:1:105:LEU:N 2.31 0.60
3:0:13:DC:H42 4:P:24:DG:H1 1.49 0.60
1:R:120:TYR:HB3 | 1:R:133:LEU:HD12 1.81 0.60
1:a:266:ARG:NE 1:a:267:LEU:O 2.26 0.60
1:1:179:ARG:HG2 1:1:180:ARG:H 1.66 0.60
1:q:114:GLY:O 1:q:118:ASN:ND2 2.33 0.60
2:v:9:VAL:HG13 2:v:10:PRO:HD2 1.81 0.60
1:C:129:VAL:HG13 1:C:130:ASP:N 2.15 0.60
1:S:259: THR:HB 1:S:265:PHE:CE1 2.37 0.60
1:¢:201:VAL:HG13 | 1:c:231:LEU:HD22 1.82 0.60
1:q:61:LEU:HD12 1:q:61:LEU:N 2.16 0.60
1:C:43:ASP:OD1 1:C:44:1ILE:N 2.33 0.60
1:L:133:LEU:O 1:L:135:GLY:N 2.34 0.60
1:1L:260:GLU:HB3 | 1:C:142:ARG:HH22 1.65 0.60
1:Q:161:PHE:HB3 1:Q:174:PHE:CE2 2.36 0.60
1:d:288:LYS:HG3 1:d:289:HIS:N 2.16 0.60
2:E:71:ASP:O 2:E:75:VAL:HG23 2.01 0.60
1:1:118:ASN:HB3 1:1:238:LEU:HD21 1.83 0.60
1:J:122:LEU:O 1:J:126:ARG:N 2.28 0.60
1:K:196:LEU:HD12 1:K:196:LEU:C 2.26 0.60
1:1:259: THR:HG22 1:1:260:GLU:N 2.17 0.60
1:Q:6:LEU:HD22 1:Q:50:PRO:HG3 1.82 0.60
1:a:260:GLU:OFE1 1:a2:260:GLU:N 2.34 0.60
1:5:236:ARG:O 1:5:241:ASP:HB2 2.01 0.60
1:t:150:ARG:HH21 | 1:t:217:LEU:HD12 1.66 0.60
1:B:268: THR:HG22 1:B:270:SER:H 1.66 0.60
2:F:7"TYR:O 2:F:36:SER:HB3 2.01 0.60
2:M:71:ASP:O 2:M:74: THR:HG22 2.01 0.60
1:¢:220: THR:HG23 1:¢:220: THR:O 2.01 0.60
1:k:288:LYS:HZ3 1:k:295:LYS:HE2 1.66 0.60
1:5:182:PRO:HB3 1:5:188:ALA:HB2 1.83 0.60
2:v:35:PHE:CE2 3:w:18:DC:H4’ 2.36 0.60
1:D:247:VAL:HB 1:D:252:GLU:CD 2.22 0.60
1:1:52:ILE:HG21 1:I:57:LEU:HD11 1.84 0.60
1:I1:177:ARG:NH1 1:1:179:ARG:HA 2.15 0.60
1:1:190:LEU:O 1:1:194:TYR:N 2.31 0.60
1:K:61:LEU:HD12 1:K:61:LEU:N 2.17 0.60
1:Q:94:GLN:NE2 1:Q:211:ASP:O 2.35 0.60
3:W:10:DG:H4’ 3:W:10:DG:OP1 2.01 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:228:ILE:O 1:1:232:MET:N 2.30 0.60
1:3:26:GLN:CB 1:j:31:TRP:HB2 2.31 0.60
4:H:11:DA:H2’ 4:H:12:DA:CS8 2.37 0.60
1:J:240:ALA:O 1:J:244:VAL:HG23 2.02 0.60
1:K:5: TYR:CD1 1:K:276:LEU:HD23 2.37 0.60
3:0:31:DG:HY’ 3:0:32:DT:H5” 1.83 0.60
1:a:133:LEU:HD23 1:a:136:ARG:HD2 1.84 0.60
1:1:214:1LE:O 1:1:227-MET:HE2 2.02 0.60
1:A:228:ILE:O 1:A:232:MET:N 2.29 0.60
2:E:6:ILE:O 2:E:65:VAL:HG13 2.01 0.60
1:S:69: TYR:C 1:S:70:LEU:HD12 2.26 0.60
1:b:134:LYS:O 1:b:134:LYS:HD3 2.01 0.60
1:1:113:LYS:NZ 1:1:320:GLU:OE2 2.31 0.60
3:0:4:DT:H4’ 3:0:5:DT:0OP1 2.01 0.60
1:1:247:VAL:O 1:1:251:ARG:N 2.30 0.60
3:w:10:DG:OP1 3:w:10:DG:H4’ 1.99 0.60
1:J:156:ALA:O 1:J:160: TYR:N 2.35 0.60
1:K:262:LEU:HB3 1:K:264:ALA:CB 2.26 0.60
1:1:263:GLY:HA2 1:C:142:ARG:NE 2.17 0.60
1:Q:282:LYS:O 1:Q:285:SER:OG 2.17 0.60
3:W:24:DC:C6 3:W:25:DT:H72 2.36 0.60
1:b:177:ARG:NH1 1:b:178:PHE:O 2.34 0.60
1:d:126:ARG:CB 1:d:167:-MET:HE3 2.32 0.60
2:¢:34:GLN:CD 2:1:6:ILE:HD12 2.27 0.60
1:j:268: THR:O 1:j:272: THR:HG23 2.01 0.60
1:k:130:ASP:O 1:k:131:ASN:HB2 2.02 0.60
1:k:253:ILE:HD12 1:k:254:GLN:N 2.16 0.60
1:1:91:ARG:NE 1:1:209:GLY:O 2.33 0.60
1:t:120: TYR:HD1 1:t:133:LEU:HD11 1.64 0.60
1:t:234:GLU:OE2 1:t:319: TYR:OH 2.20 0.60
1:B:228:ILE:CG2 1:B:232:MET:HES3 2.31 0.60
1:J:151:GLY:O 1:J:155:LEU:HG 2.02 0.60
4:P:34:DT:H1’ 4:P:35:DT:0OP1 2.01 0.60
2:U:12:THR:HG23 2:U:15:GLY:N 2.17 0.60
3W:7:DT:H2’ 3:W:8:DG:N7 2.17 0.60
1:b:212:PRO:HA 1:b:227-MET:HB3 1.82 0.60
1:b:239:VAL:O 1:b:243:VAL:HG23 2.01 0.60
1:¢:289:HIS:O 1:¢:291:ILE:N 2.31 0.60
1:j:288:LYS:HG2 1:3:293:ASN:OD1 2.02 0.60
1:5:45:VAL:C 1:5:46:LEU:HD12 2.27 0.60
4:x:34:DT:HY’ 4:x:35:DT:0OP1 2.01 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
1:B:164:TRP:CZ3 | 1:B:245:LEU:HD11 2.37 0.60
1:b:259: THR:HG22 1:b:260:GLU:N 2.17 0.59
1:¢:133:LEU:O 1:¢:136:ARG:N 2.35 0.59
1:d:202: THR:O 1:d:206:HIS:ND1 2.35 0.59
1:d:288:LYS:O 1:d:289:HIS:HB2 2.02 0.59
1:j:73:PHE:O 1:j:200:GLN:NE2 2.34 0.59
1:3:198:ARG:HD3 3:0:31:DG:H1 1.65 0.59
2:v:75:VAL:O 2:v:78: THR:HG23 2.02 0.59
1:D:265:PHE:CE1 4:H:34:DT:H4’ 2.37 0.59
2:E:25:LEU:O 2:E:28:GLY:N 2.30 0.59
1:J:253:ILE:HG22 1:J:254:GLN:N 2.17 0.59
1:L:92:LEU:O 1:L:96:ARG:N 2.27 0.59
1:S:165:GLN:NE2 1:S:172: TRP:O 2.31 0.59
1:T:259: THR:HG22 1:T:260:GLU:H 1.67 0.59
1:b:128:GLN:NE2 1:b:166:GLU:OE1 2.35 0.59
1:d:69:TYR:O 1:d:70:LEU:HD12 2.03 0.59
1:d:216:PHE:CE2 1:d:227:-MET:HE1 2.37 0.59
1:1:280:ASP:O 1:1:284:SER:N 2.35 0.59
1:1:220: THR:HG23 1:1:220: THR.:O 2.03 0.59
1:D:72:GLN:NE2 4:H:31:DA: 04’ 2.34 0.59
2:E:88:LYS:HD3 2:E:88:LYS:N 2.17 0.59
1:Q:61:LEU:HD12 1:Q:61:LEU:N 2.16 0.59
1:Q:164:TRP:CG 1:Q:167:MET:HE2 2.37 0.59
1:S:104:ARG:NH2 1:S:219:GLU:OE1 2.35 0.59
1:b:137:GLY:O 1:b:138:LYS:HB3 2.00 0.59
1:¢:254:GLN:HG3 1:¢:255:ARG:N 2.17 0.59
3:g:4:DT:H4’ 3:2:5:DT:0OP1 2.02 0.59
3:2:15:DT:H3 4:h:23:DG:H22 1.50 0.59
1:1:117:HIS:O 1:1:121:ASN:ND2 2.34 0.59
1:t:114:GLY:O 1:t:118:ASN:ND2 2.34 0.59
1:A:82:PRO:O 1:A:206:HIS:NE2 2.35 0.59
1:C:2:SER:HA 2:F:90:GLY:HA2 1.84 0.59
1:C:165:GLN:OE1 1:C:174:PHE:N 2.29 0.59
1:1:259: THR:O 1:1:259: THR:HG22 2.02 0.59
1:S:22:VAL:O 1:S:33:LYS:HA 2.02 0.59
1:T:104:ARG:O 1:T:108:VAL:HG23 2.00 0.59
2:U:8:ASP:0OD2 2:V:34:GLN:HB3 2.01 0.59
4:X:33:DT:H2” 4:X:34:DT:05’ 2.02 0.59
1:a:122:LEU:HA 1:a:125:ARG:HB2 1.83 0.59
1:b:199: THR:HG23 3:2:31:DG:N2 2.18 0.59
1:b:297. THR:HG23 1:b:300:ARG:H 1.67 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
1:¢:22:VAL:O 1:¢:33:LYS:HA 2.03 0.59
1:d:120: TYR:HD1 1:d:133:LEU:HD11 1.67 0.59
1:d:201:VAL:HG11 1:d:228:ILE:HG23 1.84 0.59
1:1:288:LYS:HB3 1:1:294:TYR:H 1.66 0.59
1:1:288:LYS:HG3 1:1:289:HIS:N 2.17 0.59
3:0:24:DC:H2’ 3:0:25:DT:H72 1.84 0.59
1:A:254:GLN:HG3 1:A:255:ARG:H 1.68 0.59
1:J:216:PHE:HE2 1:J:227:-MET:HE1 1.68 0.59
2:M:12: THR:HG23 2:M:15:GLY:N 2.17 0.59
1:b:198:ARG:HD3 3:2:31:DG:H1 1.66 0.59
1:¢:288:LYS:HA 1:¢:295:LYS:HA 1.85 0.59
1:d:69: TYR:C 1:d:70:LEU:HD12 2.27 0.59
1:d:288:LYS:HB3 1:d:294: TYR:H 1.67 0.59
1:1:205:VAL:HG13 1:1:210:LEU:HB2 1.85 0.59
3:0:16:DG:H2” 3:0:17:DG:N7 2.17 0.59
3:G:10:DG:H4’ 3:G:10:DG:0OP1 2.03 0.59
1:1:233:GLU:OE2 1:1:236:ARG:NH1 2.35 0.59
1:K:25:LYS:HB3 1:K:31: TRP:HA 1.84 0.59
1:K:141:MET:O 1:D:181:PRO:HG3 2.03 0.59
1:L:133:LEU:C 1:1:135:GLY:H 2.11 0.59
2:N:71:ASP:O 2:N:75:VAL:HG23 2.02 0.59
1:R:179:ARG:O 1:c:144:GLN:NE2 2.36 0.59
1:a:227:-MET:HE1 1:a:309:LEU:HD21 1.83 0.59
1:h:198:ARG:HD2 3:2:31:DG:H1 1.66 0.59
1:b:216:PHE:HE?2 1:b:227:MET:HE1 1.67 0.59
3:2:24:DC:N1 3:g:25:DT:H72 2.18 0.59
1:1:286:GLU:OE2 1:1:288:LYS:N 2.36 0.59
1:B:240:ALA:O 1:B:244:VAL:HG23 2.02 0.59
1:C:254:GLN:HG3 1:C:255:ARG:N 2.17 0.59
1:Q:125:ARG:HH22 1:Q:242:SER:CB 2.16 0.59
1:R:228:ILE:CG2 1:R:232:MET:HE3 2.33 0.59
1:S:221:THR:O 1:S:221: THR:HG22 2.03 0.59
1:T:288:LYS:HG3 1:T:289:HIS:H 1.67 0.59
1:3:137:GLY:O 1:j:138:LYS:HB3 2.01 0.59
1:1:204:ALA:HA 1:r:207:1ILE:HD12 1.85 0.59
1:t:179:ARG:HG2 1:t:180:ARG:H 1.66 0.59
1:t:180:ARG:CB 4:x:35:DT-H4’ 2.33 0.59
1:A:272: THR:O 1:A:276:LEU:HG 2.02 0.59
1:B:290:PRO:O 1:B:292:PHE:N 2.36 0.59
3:G:26:DT:H2” 3:G:27:DT:C6 2.38 0.59
3:G:31:DG:H8 3:G:32:DT:C3’ 2.10 0.59
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1:L:126:ARG:HB2 1:L:167:-MET:HE3 1.85 0.59
1:R:198:ARG:HD3 3:W:31:DG:H1 1.67 0.59
1:R:261:SER:O 1:R:262:LEU:HD22 2.02 0.59
1:b:139:LEU:HD23 1:b:139:LEU:C 2.27 0.59
1:d:201:VAL:CG1 1:d:228:ILE:HG23 2.33 0.59
1:1:288:LYS:O 1:1:289:HIS:HB2 2.01 0.59
2:v:69:VAL:C 2:v:70:LEU:HD12 2.28 0.59
1:A:15:LYS:NZ 4:H:11:DA:03’ 2.36 0.59
1:1:129:VAL:HG21 1:1L:133:LEU:CD1 2.25 0.59
1:S:27:GLU:H 1:S:31:TRP:CD1 2.21 0.59
1:S:45:VAL:C 1:S:46:LEU:HD12 2.27 0.59
1:T:35:PRO:O 1:T:36:ILE:HD13 2.02 0.59
2:V:9:VAL:O 4:X:20:DC:H3’ 2.03 0.59
1:k:25:LYS:HB3 1:k:31:TRP:HA 1.83 0.59
1:k:69:TYR:C 1:k:70:LEU:HD12 2.27 0.59
1:q:101:PRO:O 1:q:105:LEU:N 2.35 0.59
1:q:259: THR:HG22 1:q:259:THR:O 2.02 0.59
1:B:4:LEU:HD12 1:B:5:TYR:H 1.67 0.59
1:D:310:ALA:O 1:D:314:GLN:N 2.28 0.59
1:J:216:PHE:CE2 1:J:227:-MET:-HE1 2.38 0.59
1:K:142:ARG:O 1:K:142:ARG:HG2 2.03 0.59
1:K:190:LEU:O 1:K:194:TYR:N 2.35 0.59
2:N:59:LYS:NZ 2:N:62:GLU:OE1 2.36 0.59
1:S:59: TYR:CE2 1:S:63:LEU:HD11 2.37 0.59
3:2:13:DC:N4 4:h:24:DG:H1 1.99 0.59
1:k:3: THR:HG23 1:k:43:ASP:CG 2.28 0.59
1:t:122:LEU:O 1:t:125:ARG:HB2 2.03 0.59
1:A:146:LEU:HD21 | 1:A:150:ARG:NH2 2.18 0.59
1:B:189:LEU:O 1:B:193:GLY:N 2.27 0.59
2:F:29:TYR:CG 2:F:50:LEU:HD12 2.38 0.59
2:F:50:LEU:HD21 2:F:54:-MET:HE2 1.84 0.59
3:G:31:DG:HY’ 3:G:32:DT:H5” 1.85 0.59
1:1:19:ALA:HB2 2:M:28:GLY:CA 2.33 0.58
1:1:7:THR:HG23 1:1:47:LEU:HD23 1.84 0.58
3:0:28:DC:H42 4:p:9:DG:H1 1.48 0.58
2:u:8:ASP:0OD2 2:v:34:GLN:HB3 2.03 0.58
1:A:148:GLN:O 1:A:152:ILE:HG12 2.03 0.58
1:C:22:VAL:O 1:C:33:LYS:HA 2.03 0.58
1:K:237:ALA:O 1:K:241:ASP:HB3 2.03 0.58
1:Q:118:ASN:HB3 | 1:Q:238:LEU:HD21 1.83 0.58
1:1:164: TRP:HA 1:1:167:-MET:HB3 1.85 0.58
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1:1:26:GLN:CG 1:r:31:TRP:HB2 2.33 0.58
1:t:91:ARG:NE 1:t:209:GLY:O 2.32 0.58
1:K:241:ASP:O 1:K:245:LEU:HD13 2.02 0.58
1:L:4:LEU:HD12 1:L:5:TYR:H 1.68 0.58
1:S:196:LEU:HD12 1:S:196:LEU:C 2.28 0.58
1:b:253:ILE:HG22 1:b:254:GLN:N 2.18 0.58
1:1:260:GLU:OE1 1:1:260:GLU:N 2.35 0.58
1:j:239:VAL:O 1:3:243:VAL:HG23 2.02 0.58
1:k:220: THR:HG23 1:k:220: THR:O 2.03 0.58
1:q:94:GLN:NE2 1:q:211:ASP:O 2.36 0.58
1:1:123:LEU:HD22 1:t:128:GLN:CG 2.34 0.58
1:A:178:PHE:HB3 1:A:181:PRO:HD2 1.84 0.58
1:B:64:GLY:HA2 1:B:82:PRO:HG3 1.85 0.58
1:B:122:LEU:O 1:B:126:ARG:N 2.25 0.58
2:E:83: THR:HG23 2:E:84:PRO:HD2 1.85 0.58
2:F:35:PHE:CE2 3:G:18:DC:H4’ 2.38 0.58
2:N:35:PHE:CE2 3:0:18:DC:H4’ 2.39 0.58
1:R:101:PRO:O 1:R:105:LEU:N 2.28 0.58
1:T:38:ALA:O 1:T:39:GLN:HG2 2.02 0.58
4:X:34:DT:H1’ 4:X:35:DT:0OP1 2.03 0.58
1:b:198:ARG:CD 3:2:31:DG:N1 2.65 0.58
1:1:259: THR:HG22 1:1:260: GLU:N 2.19 0.58
1:r:253:ILE:HG22 1:r:254:GLN:N 2.18 0.58
1:t:287:PHE:O 1:t:288:LYS:HB2 2.04 0.58
2:v:32: TRP:NE1 2:v:34:GLN:O 2.36 0.58
1:B:179:ARG:HH21 3:G:33:DT:H2” 1.67 0.58
1:C:182:PRO:CB 1:C:188:ALA:HB2 2.32 0.58
2:E:7:TYR:OH 3:G:20:DG:OP1 2.21 0.58
1:1:286: GLU:HG3 1:1:297: THR:HG22 1.85 0.58
1:K:182:PRO:HB2 1:K:188:ALA:HB2 1.86 0.58
1:K:289:HIS:O 1:K:291:ILE:N 2.35 0.58
1:L:38:ALA:O 1:L:39:GLN:HG2 2.04 0.58
1:R:198:ARG:HD3 3:W:31:DG:N1 2.18 0.58
1:j:63:LEU:HG 1:j:65:LEU:HD13 1.84 0.58
1:1:133:LEU:O 1:1:135:GLY:N 2.36 0.58
1:1:303:GLU:OE2 1:r:307:ARG:NH2 2.36 0.58
1:C:254:GLN:O 1:C:255:ARG:CG 2.51 0.58
1:L:148:GLN:O 1:L:152:ILE:HG12 2.03 0.58
1:L:164: TRP:O 1:L:167:-MET:N 2.37 0.58
2:N:4:LEU:HD23 2:N:4:LEU:C 2.28 0.58
3:0:10:DG:H4’ 3:0:10:DG:OP1 2.01 0.58
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1:Q:316:GLY:O 1:¢:86:ARG:NH2 2.36 0.58
1:R:10:ASP:HB3 1:R:25:LYS:HG3 1.86 0.58
1:R:253:1LE:HG22 1:R:254:GLN:N 2.19 0.58
l:a:146:LEU:HD21 1:a:150:ARG:NH2 2.17 0.58
1:b:202: THR:O 1:b:206:HIS:ND1 2.34 0.58
1:b:204:ALA:HA 1:b:207:ILE:HD12 1.86 0.58
1:¢:228.1LE:O 1:¢:232:MET:N 2.19 0.58
1:j:52:ILE:HD13 1:j:57:LEU:HD11 1.85 0.58
3:0:14:DC:H2” 3:0:15:DT:C6 2.38 0.58
1:J:4:.LEU:HD12 1:J:5:TYR:N 2.19 0.58
1:L:117:HIS:O 1:L:121:ASN:ND2 2.37 0.58
1:Q:259:THR:O 1:Q:259: THR:HG22 2.02 0.58
1:T:263:GLY:HA3 1:a:142:ARG:HG2 1.86 0.58
1:a:164: TRP:O l:a:167:-MET:HG2 2.03 0.58
1:b:198:ARG:HD3 3:2:31:DG:N1 2.18 0.58
1:k:22:VAL:O 1:k:34:GLN:N 2.33 0.58
1:r:240:ALA:O 1:r:244:VAL:HG23 2.03 0.58
2:v:53:ALA:O 2:v:57:LEU:HD23 2.02 0.58
1:C:212:PRO:HA 1:C:227:MET:HB2 1.86 0.58
4:H:7:.DT-H4’ 4:H:8:DT:0P2 2.04 0.58
1:1:260: GLU:OE1 1:1:260: GLU:N 2.37 0.58
1:K:220: THR:HG23 1:K:220:THR:O 2.03 0.58
1:d:286:GLU:HB3 1:d:296:CYS:O 2.03 0.58
1:1:212:PRO:HA 1:1:227:-MET:HB3 1.85 0.58
1:q:38:ALA:N 2:u:28:GLY:O 2.37 0.58
1:t:179:ARG:HD3 4:x:35:DT:H2” 1.84 0.58
4:x:33:DT:H73 4:x:35:DT:H3’ 1.85 0.58
1:J:26:GLN:HG2 1:J:31:TRP:CB 2.33 0.58
1:T:133:LEU:O 1:T:133:LEU:HD12 2.04 0.58
1:j:26:GLN:HB3 1:j:31:TRP:HB2 1.85 0.58
1:1:104:ARG:O 1:1:108: VAL:HG23 2.04 0.58
4:x:22:DA:H2” 4:x:23:DG:CH’ 2.33 0.58
1:C:196:LEU:HD11 | 1:C:279:PHE:CE1 2.39 0.58
2:F:69:VAL:C 2:F:70:LEU:-HD12 2.29 0.58
1:L:288:LYS:CB 1:1L:294:TYR:H 2.17 0.58
3:0:7:.DT:H2’ 3:0:8:DG:N7 2.18 0.58
1:R:26:GLN:CG 1:R:31:TRP:HE3 2.16 0.58
1:R:239:VAL:O 1:R:243:VAL:HG23 2.03 0.58
1:b:26:GLN:CB 1:b:31:TRP:HB2 2.34 0.58
1:j:198:ARG:CD 3:0:31:DG:N1 2.67 0.58
1:j:253:ILE:HG22 1:j:254:GLN:N 2.18 0.58
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1:k:289:HIS:O 1:k:291:.1LE:N 2.32 0.58
1:q:201:VAL:CG1 1:q:231:LEU:HD22 2.34 0.58
1:D:222:ARG:NH1 4:H:35:DT:H71 2.18 0.58
1:1:312:HIS:ND1 1:1:317:VAL:O 2.36 0.57
1:L:126:ARG:CB 1:L:167:-MET:HE3 2.34 0.57
1:Q:260:GLU:OE1 1:Q:260:GLU:N 2.37 0.57
1:a:59:TYR:CE2 l:a:63:LEU:HD11 2.39 0.57
1:1:202: THR:O 1:1:206:HIS:ND1 2.35 0.57
2:u:1:MET:HB2 2:u:41:PHE:CE1 2.38 0.57
2:u:32:TRP:NE1 2:u:34:GLN:O 2.37 0.57
2:F:6:ILE:HD11 2:F:66:CYS:HB2 1.86 0.57
1:J:148:GLN:O 1:J:152:ILE:HG12 2.04 0.57
1:T:214:.1LE:O 1:T:227-MET:HB2 2.04 0.57
2:V:75:VAL:O 2:V:78: THR:HG23 2.04 0.57
1:a:289:HIS:CE1 1:a:291:ILE:HD11 2.40 0.57
1:d:310:ALA:O 1:d:314:GLN:N 2.33 0.57
1:1:122:LEU:HD12 1:1:125:ARG:NH1 2.19 0.57
1:C:23:ALA:HB1 1:C:31:TRP:HB3 1.85 0.57
1:1:134:LYS:HD2 1:1:134:LYS:O 2.05 0.57
1:L:12: VAL:HG23 3:0:6:DT:H5” 1.86 0.57
1:L:104:ARG:NE 1:L:216:PHE:O 2.32 0.57
1:Q:59:TYR:CE2 1:Q:63:LEU:HD11 2.38 0.57
1:d:220: THR:O 1:d:220: THR:HG23 2.04 0.57
1:1:180:ARG:CG 1:1:181:PRO:HD3 2.35 0.57
1:j:297: THR:HG23 1:3:300:ARG:H 1.69 0.57
3:0:31:DG:C8 3:0:32:DT:H3’ 2.39 0.57
4:x:33:DT:H2” 4:x:34:DT:05’ 2.03 0.57
1:C:289:HIS:O 1:C:291:ILE:N 2.35 0.57
3:G:6:DT:H4’ 3:G:7:-DT:C7 2.33 0.57
1:1:46:LEU:O 1:I:70:LEU:N 2.37 0.57
1:1:196:LEU:C 1:1:196:LEU:HD12 2.30 0.57
1:K:288:LYS:HG2 1:K:288:LYS:O 2.04 0.57
1:L:259: THR:HG22 1:L:260:GLU:H 1.70 0.57
1:R:104:ARG:NE 1:R:216:PHE:O 2.27 0.57
1:R:114:GLY:O 1:R:118:ASN:ND2 2.37 0.57
1:T:117:HIS:O 1:T:121:ASN:N 2.29 0.57
2:V:35:PHE:CE2 3:W:18:DC:H4’ 2.39 0.57
1:b:123:LEU:HB3 1:b:129:VAL:HG23 1.86 0.57
1:¢:182:PRO:HB3 1:c:188:ALA:HB2 1.84 0.57
1:d:287:PHE:O 1:d:288:LYS:HB2 2.05 0.57
1:3:225:PRO:CB 1:j:228:1LE:HD12 2.35 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
1:J:26:GLN:HG3 1:J:31: TRP:CE3 2.39 0.57
1:J:227:-MET:O 1:J:231:LEU:HD13 2.04 0.57
1:K:7:THR:N 2:N:93:ILE:O 2.37 0.57
1:L:25:LYS:NZ 3:0:6:DT:0P2 2.38 0.57
2:N:1:MET:N 2:N:71:ASP:OD1 2.37 0.57
4:P:28:DA:05’ 4:P:28:DA:HS8 1.88 0.57
1:Q:61:LEU:HD23 1:Q:82:PRO:HA 1.87 0.57
1:Q:227:MET:HE1 | 1:Q:309:LEU:CD2 2.34 0.57
1:T:288:LYS:HE3 1:T:292:PHE:CE2 2.38 0.57
1:b:56:ALA:O 1:b:60:ALA:N 2.38 0.57
1:1:101:PRO:O 1:1:105:LEU:N 2.33 0.57
3:0:10:DG:H4’ 3:0:10:DG:OP1 2.05 0.57
1:t:129:VAL:HG23 1:t:131:ASN:H 1.69 0.57
3:w:24:DC:C6 3:w:25:DT:H72 2.38 0.57
1:D:118:ASN:OD1 1:D:324:1ILE:N 2.36 0.57
1:D:225:PRO:HB2 1:D:228:ILE:HD12 1.85 0.57
1:J:137:GLY:O 1:J:138:LYS:HB3 2.05 0.57
2:N:9:VAL:HG13 2:N:10:PRO:HD2 1.85 0.57
3:¢:24:DC:C6 3:g:25:DT:H72 2.39 0.57
1:q:4:LEU:HD12 1:q:5:'TYR:H 1.69 0.57
2:u:12: THR:HG23 2:u:15:GLY:N 2.20 0.57
1:A:266:ARG:HD2 1:A:267:LEU:H 1.68 0.57
1:J:139:LEU:HD23 1:J:139:LEU:C 2.29 0.57
1:L:220: THR:O 1:L:220: THR:HG23 2.04 0.57
1:R:160:TYR:O 1:R:164: TRP:NE1 2.37 0.57
1:d:133:LEU:C 1:d:135:GLY:H 2.13 0.57
3:¢:31:DG:HY’ 3:2:32:DT:CH’ 2.35 0.57
2:m:26:LEU:HD13 2:m:38:PHE:CD2 2.40 0.57
2:1:9:VAL:HG13 2:1:10:PRO:HD2 1.86 0.57
1:r:104:ARG:HG3 1:r:216:PHE:HB3 1.86 0.57
1:B:161:PHE:HA 1:B:164: TRP:CD1 2.40 0.57
1:C:69:TYR:C 1:C:70:LEU:HD12 2.30 0.57
1:D:10:ASP:O 1:D:25:LYS:HG2 2.04 0.57
1:L:43:ASP:0OD2 1:L:307:ARG:NH1 2.35 0.57
1:T:126:ARG:HH21 1:T:245:LEU:C 2.13 0.57
1:b:267:LEU:HD12 1:b:267:LEU:N 2.20 0.57
1:¢:225:PRO:O 1:¢:229:LEU:HD13 2.03 0.57
1:d:150:ARG:HH21 | 1:d:217:LEU:HD12 1.69 0.57
1:k:22:VAL:O 1:k:33:LYS:HA 2.04 0.57
1:1:133:LEU:C 1:1:135:GLY:H 2.13 0.57
1:q:205:VAL:O 1:q:209:GLY:N 2.38 0.57
Continued on next page...
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1:5:232:MET:HE3 1:5:236:ARG:HE 1.69 0.57
2:u:10:PRO:HA 3:w:18:DC:HY’ 1.86 0.57
4:x:9:DG:06 4:x:10:DA:N6 2.38 0.57
1:1:139:LEU:O 1:1:142:ARG:N 2.34 0.57
1:J:4:.LEU:HD12 1:J:5:-TYR:H 1.69 0.57
1:J:228:ILE:HG22 1:J:232:MET:HE3 1.87 0.57
1:K:182:PRO:CB 1:K:188:ALA:HB2 2.34 0.57
1:S:22:VAL:O 1:S:34:GLN:N 2.33 0.57
2:V:69:VAL:C 2:V:70:LEU:HD12 2.30 0.57
4:X:22:DA:H2” 4:X:23:DG:C5’ 2.34 0.57
1:q:18:GLU:OE1 2:u:21:ARG:NH2 2.38 0.57
1:C:227:MET:HE1 | 1:C:309:LEU:HD21 1.86 0.57
1:C:239:VAL:O 1:C:243:VAL:HG23 2.05 0.57
1:D:164: TRP:O 1:D:167:MET:N 2.38 0.57
1:I.77:VAL:O 1:J:83:SER:N 2.38 0.57
2:V:53:ALA:O 2:V:57:LEU:HD23 2.03 0.57
l:a:174:PHE:CZ 1:a:177:ARG:HB2 2.39 0.57
3:2:10:DG:H4’ 3:2:10:DG:OP1 2.05 0.57
1:j:225:PRO:HB3 1:j:228:ILE:HD12 1.85 0.57
1:k:172:TRP:CZ2 1:k:253:1ILE:HA 2.40 0.57
1:k:254:GLN:HG3 1:k:255:ARG:N 2.18 0.57
2n:5:1LE:HD11 2:n:26:LEU:HD22 1.85 0.57
1:q:231:LEU:HD23 1:q:231:LEU:C 2.29 0.57
3:w:7:DT:H2’ 3:w:8:DG:N7 2.20 0.57
1:B:148:GLN:O 1:B:152:ILE:HG12 2.05 0.57
1:B:195:GLY:O 3:G:31:DG:N2 2.38 0.57
2:F:75:VAL:O 2:F:78: THR:HG23 2.05 0.57
1:1:24:LEU:O 1:1:32:LYS:N 2.38 0.56
1:J:290:PRO:C 1:J:292:PHE:H 2.12 0.56
2:M:79:ILE:O 2:N:67:1ILE:N 2.39 0.56
1:S:196:LEU:HD11 1:S:279:PHE:CE1 2.41 0.56
1:T:179:ARG:HG2 1:T:180:ARG:H 1.69 0.56
2:U:10:PRO:HA 3:W:18:DC:0P2 2.05 0.56
1:a:205:VAL:HG21 1:a:212:PRO:HG3 1.85 0.56
1:d:133:LEU:O 1:d:135:GLY:N 2.38 0.56
1:d:205:VAL:HG13 1:d:210:LEU:HB2 1.87 0.56
1:j:288:LYS:HB3 1:j:293:ASN:O 2.04 0.56
1:q:61:LEU:HD23 1:q:82:PRO:HA 1.87 0.56
1:1:225:PRO:HB3 1:1:228:1ILE:HD12 1.87 0.56
1:5:114:GLY:HA3 1:5:321:PRO:HG2 1.87 0.56
2:F:9:VAL:O 4:H:20:DC:H3’ 2.04 0.56
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1:3:131:ASN:HB3 1:3:132:PRO:CD 2.36 0.56
1:k:165:GLN:OE1 1:k:174:PHE:N 2.33 0.56
1:r:139:LEU:HD23 1:r:139:LEU:C 2.31 0.56
1:t:75:LYS:HD2 4:x:32:DT:H5’ 1.87 0.56
1:t:146:LEU:HD21 1:t:150:ARG:NH2 2.20 0.56
1:t:286:GLU:HB3 1:t:296:CYS:O 2.05 0.56
1:t:288:LYS:HG3 1:t:289:HIS:H 1.69 0.56
1:C:46:LEU:CD2 1:C:52:ILE:HD11 2.35 0.56
1:1:180:ARG:CG 1:1:181:PRO:HD3 2.34 0.56
1:J:177:ARG:NH2 1:J:191:SER:OG 2.37 0.56
1:K:313:LEU:O 1:D:222:ARG:N 2.38 0.56
1:L:4:LEU:HD12 1:L:5:TYR:N 2.21 0.56
2:N:23:PHE:HE2 4:P:23:DG:0OP2 1.88 0.56
1:Q:18:GLU:OE1 2:U:21:ARG:NH2 2.38 0.56
1:Q:266:ARG:HD2 1:Q:267:LEU:H 1.70 0.56
1:R:4:LEU:HD12 1:R:5:TYR:H 1.70 0.56
1:a:77:VAL:O 1:b:83:SER:N 2.36 0.56
2:f:4:LEU:HD23 2:f:4:LEU:C 2.30 0.56
2:£:75:VAL:O 2:£:78:' THR:HG23 2.05 0.56
1:5:139:LEU:HD23 1:j:139:LEU:C 2.29 0.56
1:j:180:ARG:HG3 3:0:33:DT:04’ 2.05 0.56
1:k:89:GLN:NE2 1:q:89:GLN:O 2.38 0.56
2:n:4:LEU:HD23 2m:4:LEU:C 2.30 0.56
3:0:31:DG:HS 3:0:32:DT:H3’ 1.69 0.56
1:t:225:PRO:HB2 1:t:228:1ILE:HD12 1.88 0.56
3:w:13:DC:H42 4:x:24:DG:H1 1.52 0.56
1:A:231:LEU:HD23 1:A:231:LEU:C 2.30 0.56
1:B:26:GLN:HG2 1:B:31:TRP:CB 2.36 0.56
4:H:34:DT:H1’ 4:H:35:DT:0P1 2.05 0.56
4:H:34:DT:H2” 4:H:35:DT:05’ 2.05 0.56
1:K:22:VAL:O 1:K:33:LYS:HA 2.06 0.56
1:a:92:LEU:O 1:a:96:ARG:N 2.30 0.56
3:2:26:DT:H2” 3:2:27:DT:C6 2.36 0.56
1:1:69:TYR:O 1:1:70:LEU:HD12 2.05 0.56
2:m:83: THR:0G1 2:1n:66:CYS:SG 2.63 0.56
2:n:75:VAL:O 2:n:78: THR:HG23 2.05 0.56
3:0:24:DC:N1 3:0:25:DT:H72 2.21 0.56
1:r:101:PRO:HA 1:r:104:ARG:HB3 1.87 0.56
1:J:136:ARG:NH1 1:J:159:GLU:OE2 2.39 0.56
1:L:202:THR:O 1:L:206:HIS:ND1 2.38 0.56
1:R:133:LEU:CG 1:R:134:LYS:H 2.14 0.56
Continued on next page...
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1:T:69:TYR:O 1.T:70:LEU:HD12 2.05 0.56
1:A:72:GLN:OE1 1:A:266:ARG:NH1 2.38 0.56
1:A:225:PRO:O 1:A:229:LEU:HD13 2.05 0.56
2:E:79:ILE:O 2:F:67:ILE:N 2.38 0.56
1:K:103:GLN:O 1:D:222:ARG:NH2 2.38 0.56
1:L:179:ARG:O 1:C:144:GLN:NE2 2.39 0.56
1:L:310:ALA:O 1:1:314:GLN:N 2.34 0.56
1:Q:4:LEU:HD12 1:Q:5:TYR:H 1.71 0.56
1:T:155:LEU:HD11 | 1:T:159:GLU:OE2 2.06 0.56
2:U:33:ARG:NE 2:U:39:GLU:OE2 2.35 0.56
1:q:254:GLN:HG3 1:q:255:ARG:H 1.71 0.56
1:r:26:GLN:HG2 1:r:31: TRP:HB2 1.88 0.56
1:5:201:VAL:HG13 1:8:231:LEU:HD22 1.88 0.56
1:D:288:LYS:HG2 1:D:294:TYR:HB3 1.87 0.56
1:K:167:-MET:HE3 1:K:245:LEU:CD2 2.32 0.56
1:K:254:GLN:HG3 1:K:255:ARG:N 2.20 0.56
3:W:13:DC:N4 4:X:24:DG:H1 2.04 0.56
1:¢:238:LEU:O 1:¢c:242:SER:HB3 2.05 0.56
1:k:288:LYS:HG2 1:k:288:LYS:O 2.05 0.56
1:1:221: THR:HG21 1:q:96:ARG:HB2 1.88 0.56
1:B:93:ALA:O 1:B:97:ALA:CB 2.54 0.56
1:B:261:SER:C 1:B:262:LEU:HD22 2.31 0.56
1:K:107:ILE:HD13 1:K:216:PHE:HE2 1.71 0.56
3:W:8:DG:H2” 3:W:9:DT:C6 2.41 0.56
1:b:165:GLN:OE1 1:b:174:PHE:N 2.39 0.56
1:b:228:ILE:HG21 1:b:232:MET:HE3 1.87 0.56
1:d:156:ALA:O 1:d:160: TYR:N 2.38 0.56
1:1:92:LEU:O 1:1:96:ARG:N 2.31 0.56
1:q:161:PHE:HB3 1:q:174:PHE:CE2 2.41 0.56
1:r:104:ARG:O 1:r:108:VAL:HG23 2.05 0.56
2:u:10:PRO:HA 3:w:18:DC:0P2 2.06 0.56
1:Q:89:GLN:O 1:¢:89:GLN:NE2 2.38 0.56
1:R:247:VAL:O 1:R:251:ARG:N 2.33 0.56
1:S:103:GLN:NE2 1:b:224:GLN:OE1 2.39 0.56
1:¢:86:ARG:HB3 1:d:223:GLY:HA3 1.87 0.56
1:d:239:VAL:O 1:d:243:VAL:HG23 2.05 0.56
1:j:165:GLN:OE1 1:j:174:PHE:N 2.39 0.56
1:1:31: TRP:CD1 3:0:5:DT:H4’ 2.40 0.56
1:1:286:GLU:HB3 1:1:296:CYS:O 2.04 0.56
1:1:287:PHE:O 1:1:288:LYS:HB2 2.06 0.56
1:q:82:PRO:0O 1:q:206:HIS:NE2 2.38 0.56
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1:5:225:PRO:O 1:5:229:LEU:HD13 2.06 0.56
1:t:201:VAL:O 1:t:205:VAL:HG23 2.05 0.56
1:A:94:GLN:NE2 1:A:211:ASP:O 2.39 0.56
1:L:22:VAL:HG12 1:L:34:GLN:O 2.06 0.56
2:N:75:VAL:O 2:N:78: THR:HG23 2.05 0.56
1:T:198:ARG:O 1:T:202: THR:0G1 2.18 0.56
1:b:104:ARG:O 1:b:108:VAL:HG23 2.06 0.56
1:b:189:LEU:O 1:b:193:GLY:N 2.27 0.56
1:b:272:THR:O 1:b:276:LEU:HD13 2.06 0.56
1:d:179:ARG:HD3 4:h:35:DT:H2” 1.88 0.56
2:£:5:ILE:HG22 2:£:67:1ILE:HD12 1.87 0.56
1:k:86:ARG:HB3 1:1:223:GLY:HA3 1.87 0.56
1:q:260:GLU:OE1 1:q:260:GLU:N 2.39 0.56
1:1:148:GLN:O 1:r:152:1LE:HG12 2.06 0.56
1:t:35:PRO:O 1:t:36:1ILE:HD13 2.06 0.56
1:B:139:LEU:HD23 1:B:139:LEU:O 2.06 0.56
3:G:24:DC:C6 3:G:25:DT:H72 2.41 0.56
3:W:31:DG:HY’ 3:W:32:.DT:CY’ 2.36 0.55
1:b:25:LYS:HE2 1:b:25:LYS:HA 1.87 0.55
1:b:292:PHE:O 1:b:292:PHE:CG 2.57 0.55
1:1:243:VAL:O 1:1:246: THR:HG22 2.06 0.55
2:m:69:VAL:C 2:m:70:LEU:HD22 2.31 0.55
3:w:31:DG:H1’ 3:w:32:DT:C5’ 2.36 0.55
4:x:33:DT:C7 4:x:35:DT:H5’ 2.37 0.55
1:D:150:ARG:HH21 | 1:D:217:LEU:HD12 1.70 0.55
1:R:221:THR:0G1 1:¢:93:ALA:HB1 2.06 0.55
1:S:61:LEU:HD12 1:S:61:LEU:N 2.21 0.55
1:T:286:GLU:HB3 1:T:296:CYS:O 2.05 0.55
2:V:5:ILE:HD11 2:V:26:LEU:CD2 2.36 0.55
1:b:26:GLN:HG2 1:b:31: TRP:HB2 1.86 0.55
1:1:174:PHE:CZ 1:1:177:ARG:HB2 2.41 0.55
1:3:56:ALA:O 1:j:60:ALA:N 2.39 0.55
1:j:104:ARG:O 1:3:108:VAL:HG23 2.05 0.55
1:1:239:VAL:O 1:1:243:VAL:HG23 2.07 0.55
1:5:267:LEU:HD23 | 1:5:272: THR:HG22 1.86 0.55
1:t:200:GLN:HE22 1:t:299:ARG:NE 2.01 0.55
1:Q:180:ARG:HG2 | 1:Q:181:PRO:HD3 1.88 0.55
1:Q:266:ARG:NE 1:Q:267:LEU:O 2.34 0.55
1:R:198:ARG:CD 3:W:31:DG:H1 2.20 0.55
1:S:73:PHE:CZ 1:S:266:ARG:HB3 2.41 0.55
1:S:199: THR:HG23 1:S:200:GLN:N 2.21 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
1:a:180:ARG:CG 1:a:181:PRO:HD3 2.37 0.55
1:d:31: TRP:CZ2 3:g:5:DT:H1’ 2.40 0.55
1:r:123:LEU:O 1:r:128:GLN:N 2.38 0.55
1:r:179:ARG:NH2 3:w:33:DT:H2” 2.21 0.55
1:1:225:PRO:CB 1:1:228:1ILE:HD12 2.37 0.55
1:B:4:LEU:HD12 1:B:5:TYR:N 2.21 0.5
1:C:268: THR:HG22 1:C:269:ASP:O 2.05 0.55
1:K:24:LEU:N 1:K:31:TRP:O 2.39 0.55
1:K:287:PHE:CE2 1:K:289:HIS:HA 2.42 0.55
1:R:212:PRO:O 1:R:226:ALA:N 2.40 0.55
1:a:6:LEU:HD22 1:a:50:PRO:HG3 1.88 0.55
2:£:36:SER:OG 4:h:21:DC:0OP1 2.20 0.55
1:j:16:LYS:N 1:j:19:ALA:O 2.34 0.55
1:j:20:PHE:HE1 1:j:56:ALA:HB1 1.72 0.55
1:j:247:-VAL:O 1:j:251:ARG:N 2.39 0.55
1:1:228:ILE:HG22 1:1r:232:MET:HE3 1.86 0.55
2:u:65:VAL:O 2:v:80: THR:OG1 2.18 0.55
1:D:41:LEU:HD12 1:D:41:LEU:N 2.21 0.55
1:J:20:PHE:HE1 1:J:56:ALA:HB1 1.70 0.55
1:J:73:PHE:O 1:J:200:GLN:NE2 2.35 0.55
1:K:254:GLN:O 1:K:255:ARG:CG 2.51 0.55
1:R:148:GLN:O 1:R:152:ILE:HG12 2.07 0.55
1:a:18:GLU:OE1 2:¢:21:ARG:NH2 2.39 0.55
1:a:259: THR:HG22 1:a:259: THR:O 2.06 0.55
1:¢:125:ARG:NH2 1:¢:242:SER:OG 2.38 0.55
1:¢:220: THR:CG2 1:d:92:LEU:HD11 2.37 0.55
1:d:268:THR:O 1:d:272: THR:HG23 2.06 0.55
1:1:270:SER:O 1:1:274: THR:HG23 2.05 0.55
1:5:61:LEU:HD12 1:5:61:LEU:N 2.22 0.55
1:t:133:LEU:O 1:t:135:GLY:N 2.39 0.55
1:t:247:VAL:HG23 1:1:248:LEU:HD12 1.88 0.55
1:A:196:LEU:C 1:A:196:LEU:HD12 2.30 0.55
1:I:117:HIS:O 1:1:121:ASN:ND2 2.40 0.55
3:0:5:DT:H1’ 3:0:6:DT:H72 1.89 0.55
1:Q:254:GLN:HG3 1:Q:255:ARG:H 1.72 0.55
1:T:126:ARG:HE 1:T:245:LEU:HB3 1.71 0.55
1:T:286:GLU:OE2 1:T:288:LYS:N 2.39 0.55
l:a:3: THR:HG23 1:a:43:ASP:C 2.32 0.55
1:a:243:VAL:O 1:a2:246: THR:HG22 2.07 0.55
1:b:228:ILE:HG22 1:b:232:MET:HE3 1.86 0.55
1:k:245:LEU:HD12 1:k:245:LEU:N 2.21 0.55
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Atom-1 Atom-2 distance (A) overlap (A)

1:q:177:ARG:NH1 1:q:178:PHE:O 2.40 0.55
1:q:177:ARG:NH1 1:q:179:ARG:HA 2.22 0.55
1:A:259: THR:O 1:A:259: THR:HG22 2.04 0.55
1:B:11:ALA:HB2 1:B:24:LEU:HD23 1.87 0.55
1:D:133:LEU:C 1:D:135:GLY:H 2.13 0.55
2:E:88:LYS:N 2:E:88:LYS:CD 2.69 0.55
1:I:146:LEU:HD21 | 1:I:150:ARG:HH21 1.72 0.55
1:1:201:VAL:HG13 | 1:I:231:LEU:HD22 1.87 0.55
1:1:231:LEU:HD23 1:1:231:LEU:C 2.31 0.55
1:K:22:VAL:HG23 1:K:36:ILE:HD12 1.89 0.55
1:L:179:ARG:HG2 1:L:180:ARG:H 1.72 0.55
2:N:5:ILE:HG22 2:N:67:ILE:CD1 2.37 0.55
2:N:50:LEU:HD21 2:N:54:MET:HE2 1.88 0.5
1:Q:177:ARG:NH1 1:Q:179:ARG:HA 2.21 0.55
1:R:123:LEU:HB3 | 1:R:129:VAL:HG23 1.88 0.55
1:S:164:TRP:HD1 1:S:168:LEU:HD11 1.72 0.55
1:T:126:ARG:HE 1:T:245:LEU:CB 2.20 0.55
1:k:86:ARG:NH2 1:q:316:GLY:O 2.40 0.55
1:1:31: TRP:CZ2 3:0:5:DT:HT’ 2.41 0.55
1:q:146:LEU:HD21 | 1:q:150:ARG:HH21 1.72 0.55
1:1:198:ARG:HD2 3:w:31:DG:06 2.06 0.55
1:D:220:THR:O 1:D:220: THR:HG23 2.07 0.55
1:J:268:THR:O 1:J:272: THR:HG23 2.06 0.55
1:K:116:VAL:CG2 1:K:137:GLY:HA2 2.36 0.55
3:0:14:DC:H2” 3:0:15:DT:H71 1.88 0.55
1:R:26:GLN:HB3 1:R:31:TRP:HB2 1.88 0.5
4:X:19:DG:HS8 4:X:19:DG:0OP2 1.89 0.55
1:a:254:GLN:HG3 1:a:255:ARG:H 1.71 0.55
1:b:247:VAL:O 1:b:251:ARG:N 2.38 0.55
4:h:18:DC:H2” 4:h:19:DG:HS 1.67 0.55
1:1:19:ALA:HB2 2:m:28:GLY:CA 2.36 0.55
1:r:288:LYS:CE 1:r:290:PRO:HG2 2.34 0.55
2:u:2:LEU:HD12 2:u:41:PHE:HB2 1.87 0.5
1:B:26:GLN:CB 1:B:31: TRP:HB2 2.37 0.55
1:B:243:VAL:O 1:B:247:VAL:HG22 2.06 0.55
1:C:196:LEU:HD12 1:C:196:LEU:C 2.32 0.55
1:C:267:LEU:HD23 | 1:C:272:THR:CG2 2.34 0.55
1:D:53: THR:HG22 1:D:55:GLU:N 2.22 0.55
1:1:201: VAL:CG1 1:1:231:LEU:HD22 2.37 0.55
1:S:182:PRO:HB3 1:S:188:ALA:HB2 1.87 0.55
1:S:28R8:LYS:NZ 1:S:295:LYS:HE2 2.22 0.55
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Atom-1 Atom-2 distance (A) overlap (A)

1:c:107:ILE:HG21 1:¢c:216:PHE:HD2 1.72 0.55
1:d:311:ARG:NE 1:d:315:GLU:OE1 2.40 0.55
1:1:142:ARG:HG2 1:t:263:GLY:HA3 1.89 0.55
1:j:227:MET:O 1:j:231:LEU:HD13 2.07 0.55
1:q:6:LEU:HD22 1:q:50:PRO:HGS3 1.88 0.55
1:r:122:LEU:O 1:1:126:ARG:N 2.30 0.55
1:5:92:LEU:O 1:5:96:ARG:N 2.27 0.55
1:C:94:GLN:NE2 1:C:211:ASP:O 2.40 0.55
4:H:19:DG:H2” 4:H:20:DC:05’ 2.07 0.55
1:K:118:ASN:OD1 1:K:238:LEU:CD2 2.55 0.55
1:L:194:TYR:O 1:L:232:MET:HE1 2.07 0.55
1:R:233:GLU:OE2 1:R:236:ARG:NH1 2.38 0.55
1:T:119:GLN:HB2 1:T:160: TYR:CE1 2.41 0.55
1:¢:190:LEU:CD2 1:¢:244:VAL:HG21 2.36 0.55
1:¢:253:ILE:HD12 1:¢:254:GLN:N 2.21 0.55
1:j:59:TYR:O 1:j:63:LEU:CD2 2.55 0.55
1:q:227:MET:HE1 1:q:309:LEU:CD2 2.37 0.55
1:s:312:HIS:ND1 1:5:317:VAL:O 2.38 0.55
1:t:220: THR:HG23 1:t:220:THR:O 2.07 0.55
4:x:33:DT:C7 4:x:35:DT:H3’ 2.36 0.55
1:B:137:GLY:O 1:B:138:LYS:HB3 2.06 0.55
1:B:253:1ILE:HG22 1:B:254:GLN:N 2.22 0.55
1:D:4:LEU:HD12 1:D:5:TYR:H 1.72 0.55
1:1:164: TRP:O 1:I:167:-MET:HG2 2.07 0.54
1:1:227:MET:HE1 1:1:309:LEU:CD2 2.37 0.54
1:q:247:VAL:HG23 | 1:q:248:LEU:HD12 1.88 0.54
2:v:5:ILE:HD11 2:v:26:LEU:CD2 2.37 0.54
2:v:5:1LE:HG22 2:v:67:ILE:HD12 1.89 0.54
1:A:19:ALA:HB2 2:E:28:GLY:CA 2.37 0.54
1:B:12:VAL:CG2 1:B:23:ALA:HB3 2.37 0.54
1:C:61:LEU:HD23 1:C:82:PRO:HA 1.88 0.54
1:D:133:LEU:O 1:D:135:GLY:N 2.40 0.54
3:G:5:DT:H2” 3:G:6:DT:H72 1.88 0.54
1:J:131:ASN:HB3 1:J:132:PRO:HD3 1.88 0.54
2:M:33:ARG:NE 2:M:39:GLU:OE2 2.38 0.54
2:N:33:ARG:NE 2:N:39:GLU:OE2 2.41 0.54
1:¢:190:LEU:O 1:¢:194:TYR:N 2.37 0.54
1:1:231:LEU:HD23 1:1:231:LEU:C 2.32 0.54
1:q:122:LEU:O 1:q:125:ARG:HB3 2.06 0.54
3:w:8:DG:H2” 3:w:9:DT:C6 2.42 0.54
1:C:238:LEU:O 1:C:242:SER:HB3 2.07 0.54

Continued on next page...



Page 81

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:K:69:TYR:O 1:K:70:LEU:HD12 2.07 0.54
3:0:14:DC:C2’ 3:0:15:DT:H71 2.38 0.54
4:P:18:DC:H2” 4:P:19:DG:N7 2.22 0.54
1:Q:19:ALA:HB2 2:U:28:GLY:CA 2.36 0.54
1:R:240:ALA:O 1:R:244:VAL:HG23 2.07 0.54
1:S:141:MET:O 1:b:181:PRO:CG 2.55 0.54
1:S:258:PHE:CE2 1:S:260:GLU:HB2 2.42 0.54
2:U:83:THR:OG1 2:V:66:CYS:SG 2.64 0.54
2:V:33:ARG:NE 2:V:39:GLU:OE2 2.40 0.54
1:q:216:PHE:N 1:q:230:ASP:OD2 2.36 0.54
1:t:133:LEU:C 1:t:135:GLY:H 2.16 0.54
1:A:85:SER:HB3 1:A:209:GLY:HA2 1.89 0.54
1:B:202:THR:O 1:B:206:HIS:ND1 2.37 0.54
1:B:239:VAL:O 1:B:243:VAL:HG23 2.07 0.54
1:D:243:VAL:O 1:D:247:-VAL:HG22 2.07 0.54
1:D:317:VAL:HG12 1:D:318:VAL:N 2.22 0.54
1:1:293:ASN:O 1:1:293:ASN:ND2 2.39 0.54
1:Q:109:LYS:NZ 1:d:181:PRO:HD3 2.23 0.54
1:b:122:LEU:O 1:b:126:ARG:N 2.35 0.54
1:d:122:LEU:HD12 | 1:d:125:ARG:HH11 1.72 0.54
1:1:288:LYS:O 1:1:293:ASN:CA 2.55 0.54
1:j:72:GLN:HB3 3:0:29:DA:HT’ 1.87 0.54
1:k:228:ILE:O 1:k:232:MET:N 2.22 0.54
1:1:24:LEU:O 1:1:31: TRP:HA 2.06 0.54
1:1:241:ASP:O 1:1:245:LEU:HD13 2.08 0.54
1:t:259: THR:HG22 1:t:260:GLU:H 1.72 0.54
2:u:33:ARG:NE 2:u:39:GLU:OE2 2.41 0.54
4:x:18:DC:H2” 4:x:19:DG:N7 2.22 0.54
1:A:150:ARG:HG2 | 1:A:217:LEU:HD11 1.89 0.54
1:B:216:PHE:HE2 1:B:227:MET:HE1 1.72 0.54
2:F:10:PRO:HA 4:H:20:DC:H5” 1.90 0.54
1:1:178:PHE:O 1:1:187:ASN:ND2 2.37 0.54
1:I:180:ARG:HG2 1:I1:181:PRO:HD3 1.88 0.54
1:1:254:GLN:HG3 1:1:255:ARG:H 1.72 0.54
1:1:261:SER:O 1:1:264:ALA:N 2.41 0.54
1:J:21:HIS:NE2 1:J:33:LYS:O 2.41 0.54
1:J:161:PHE:HA 1:J:164:TRP:CD1 2.42 0.54
1:Q:38:ALA:N 2:U:28:GLY:O 2.40 0.54
1:R:13:LEU:O 1:R:53: THR:HG22 2.07 0.54
1:T:201:VAL:O 1:T:205:VAL:HG23 2.08 0.54
2:V:10:PRO:HA 4:X:20:DC:H5” 1.88 0.54
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Atom-1 Atom-2 distance (A) overlap (A)

1:¢:201:VAL:CG1 1:¢:231:LEU:HD22 2.36 0.54
1:1:254:GLN:HG3 1:1:255:ARG:H 1.73 0.54
1:q:293:ASN:O 1:q:293:ASN:ND2 2.39 0.54
1:r:123:LEU:HB3 1:r:129:VAL:HG23 1.89 0.54
1:A:45:VAL:C 1:A:46:LEU:HD12 2.31 0.54
1:A:177:ARG:HB2 1:A:187:ASN:CG 2.31 0.54
1:A:192:PHE:O 1:A:196:LEU:HG 2.08 0.54
2:E:12: THR:HG23 2:E:15:GLY:N 2.21 0.54
3:G:7:DT:H6 3:G:7:DT:0OP1 1.89 0.54
1:K:136:ARG:NH2 | 1:K:155:LEU:HD21 2.23 0.54
1:K:149:VAL:HA 1:K:152:ILE:HD12 1.90 0.54
1:b:101:PRO:O 1:b:105:LEU:N 2.32 0.54
1:1:3: THR:HG23 1:1:43:ASP:HB3 1.90 0.54
1:1:196:LEU:C 1:1:196:LEU:HD12 2.33 0.54
1:1:310:ALA:O 1:1:314:GLN:N 2.37 0.54
2:F:9:VAL:HG13 2:F:10:PRO:HD2 1.88 0.54
1:I:18:GLU:OE1 2:M:21:ARG:NH2 2.40 0.54
1:L:41:LEU:HD12 1:1L:41:LEU:N 2.23 0.54
1:S:105:LEU:HD21 1:S:145:THR:CA 2.38 0.54
2:V:41:PHE:HB3 2:V:88:LYS:HG2 1.89 0.54
1:a:16:LYS:O 1:a:17:HIS:C 2.50 0.54
1:a:25:LYS:HG2 1l:a:31:TRP:HA 1.90 0.54
1:¢:241:ASP:O 1:¢:245:LEU:HD13 2.07 0.54
4:h:22:DA:H2” 4:h:23:DG:CY’ 2.35 0.54
1:1:161:PHE:HB3 1:1:174:PHE:CE2 2.43 0.54
4:p:11:DA:H2’ 4:p:12:DA:C8 2.42 0.54
1:r:13:LEU:O 1:r:53:THR:HG22 2.08 0.54
1:1:26:GLN:CB 1:r:31:TRP:HB2 2.36 0.54
1:A:227:MET:HE1 | 1:A:309:LEU:HD21 1.90 0.54
1:I.:70:LEU:HD23 1:I:76: TYR:HA 1.89 0.54
1:J:212:PRO:HA 1:J:227:-MET:HB3 1.88 0.54
1:L:180:ARG:CB 4:P:35:DT:H4’ 2.38 0.54
1:b:286:GLU:O 1:b:296:CYS:O 2.26 0.54
2:1:9:VAL:HG13 2:1:10:PRO:HD2 1.90 0.54
1:1:144:GLN:HG2 1:1:144:GLN:O 2.07 0.54
1:3:244:-VAL:HG12 | 1:j3:248:LEU:HD12 1.90 0.54
2:m:12: THR:HG23 2:m:15:GLY:H 1.72 0.54
1:q:88:GLY:CA 1:r:214:ILE:HD11 2.38 0.54
1:B:146:LEU:O 1:B:149:VAL:N 2.36 0.54
2:F:4:.LEU.HD23 2:F:4.LEU.C 2.32 0.54
1:1:266:ARG:HD2 1:1:267:LEU:H 1.73 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
1:Q:16:LYS:HG3 1:Q:17:HIS:H 1.73 0.54
1:Q:115:LYS:O 1:Q:119:GLN:HG3 2.07 0.54
1:S:196:LEU:HD11 1:S:279:PHE:CZ 2.43 0.54
1:T:125:ARG:HH22 1:T:242:SER:CB 2.21 0.54
1:b:244:VAL:HG12 | 1:b:248:LEU:HD12 1.90 0.54
1:d:260:GLU:HG3 1:d:265:PHE:CZ 2.43 0.54
1:j:8:GLN:HE22 1:j:26:GLN:H 1.55 0.54
1:k:132:PRO:HB3 1:k:134:LYS:HZ3 1.73 0.54
2:m:4:LEU:C 2m:4:LEU:HD23 2.33 0.54
1:r:123:LEU:CB 1:r:129:VAL:HG23 2.38 0.54
1:s:4:LEU:HD12 1:8:5:TYR:H 1.73 0.54
1:C:172:TRP:HZ2 1:C:253:ILE:HA 1.72 0.54
1:K:161:PHE:O 1:K:164:TRP:HB2 2.08 0.54
1:K:238:LEU:O 1:K:242:SER:HB3 2.08 0.54
4:P:33:DT:H73 4:P:35:DT:H3’ 1.88 0.54
3:W:24:DC:N1 3:W:25:DT:H72 2.23 0.54
1:a:101:PRO:O 1:a:105:LEU:N 2.38 0.54
1:¢:86:ARG:O 1:d:223:GLY:HA2 2.08 0.54
1:1:99:GLU:OE2 1:j:96:ARG:NE 2.41 0.54
1:s:199: THR:HG23 1:5:200:GLN:N 2.23 0.54
1:B:225:PRO:CB 1:B:228:ILE:HD12 2.37 0.54
2:E:33:ARG:NE 2:E:39:GLU:OE2 2.40 0.54
2:E:57:LEU:O 2:E:57.LEU:HD23 2.08 0.54
1:1:185:PRO:O 1:1:188:ALA:HB3 2.08 0.53
1:J:288:LYS:HG3 1:J:290:PRO:O 2.08 0.53
2:M:4:LEU:HD23 2:M:4:LEU:C 2.33 0.53
2:N:14:ALA:O 2:N:18:ARG:NH1 2.41 0.53
1:R:104:ARG:NH2 1:R:219:GLU:OE2 2.32 0.53
1:S:157:ALA:O 1:S:160: TYR:HB3 2.08 0.53
1:S:227:MET:HE1 1:S:309:LEU:CD2 2.38 0.53
1:T:135:GLY:C 1:T:137:GLY:H 2.17 0.53
1:a:213:TYR:HA 1:a:225:PRO:HA 1.90 0.53
1:a:228:ILE:O 1:a:232:MET:N 2.35 0.53
1:4:15:LYS:NZ 4:p:12:DA:OP1 2.36 0.53
1:1:16:LYS:O 1:1:17:HIS:C 2.51 0.53
1:3:259: THR:HG22 1:j:260: GLU:N 2.24 0.53
4:p:22:DA:H2” 4:p:23:DG:CY’ 2.35 0.53
1:B:59:TYR:O 1:B:63:LEU:CD2 2.56 0.53
1:1:161:PHE:HB3 1:1:174:PHE:CE2 2.43 0.53
1:K:136:ARG:HH21 1:K:155:LEU:HG 1.73 0.53
1:L:317:VAL:HG12 1:L:318:VAL:N 2.22 0.53
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1:T:12:VAL:HG23 3:W:6:DT:H5” 1.90 0.53
1:T:53: THR:HG22 1:T:55:GLU:N 2.23 0.53
2:V:9:VAL:HG13 2:V:10:PRO:HD2 1.90 0.53
1:a:196:LEU:C 1:a:196:LEU:HD12 2.32 0.53
1:c:13:LEU:HD21 1:¢:22:VAL:HG22 1.90 0.53
2:1:33:ARG:NE 2:£:39:GLU:OE2 2.42 0.53
1:1:289:HIS:CE1 1:1:291:ILE:HD11 2.42 0.53
1:j:8:GLN:NE2 1:j:26:GLN:H 2.06 0.53
1:k:132:PRO:CB 1:k:134:LYS:HZ3 2.21 0.53
2:m:71:ASP:O 2:m:74: THR:HG22 2.08 0.53
1:t:180:ARG:HB2 4:x:35:DT:H4’ 1.89 0.53
1:C:221:THR:O 1:C:221:THR:HG22 2.09 0.53
1:K:260:GLU:HB3 | 1:K:266:ARG:HH21 1.72 0.53
1:S:136:ARG:HA 1:S:139:LEU:HD12 1.90 0.53
1:b:139:LEU:HD23 1:b:139:LEU:O 2.09 0.53
1:d:121:ASN:HB3 1:d:324:ILE:CG2 2.38 0.53
2:4:5:ILE:HD11 2:£:26:LEU:CD2 2.38 0.53
2:1:23:PHE:CD1 2:1:38:PHE:HZ 2.27 0.53
1:B:212:PRO:HA 1:B:227:-MET:HB3 1.90 0.53
1:C:68:HIS:CG 1:C:199: THR:0G1 2.61 0.53
1:D:148:GLN:O 1:D:152:ILE:HG12 2.07 0.53
1:1:164: TRP:CG 1:I:167:-MET:HE2 2.44 0.53
1:J:25:LYS:HD2 4:P:8:DT:H2” 1.90 0.53
1:J:228:ILE:CG2 1:J:232:MET:HE3 2.39 0.53
1:K:199:THR:HG23 1:K:200:GLN:N 2.24 0.53
1:S:27:GLU:H 1:S:31:TRP:HD1 1.54 0.53
1:S:164: TRP:CD1 1:S:168:LEU:HD11 2.42 0.53
1:S:289:HIS:O 1:S:291:ILE:N 2.35 0.53
1:k:25:LYS:HB3 1:k:31: TRP:CA 2.38 0.53
1:5:94:GLN:NE2 1:5:211:ASP:O 2.41 0.53
1:t:12: VAL:CG2 3:w:6:DT:H5” 2.38 0.53
1:B:297: THR:HG23 1:B:300:ARG:H 1.73 0.53
1:C:189:LEU:O 1:C:189:LEU:HD23 2.08 0.53
4:H:28:DA:05’ 4:H:28:DA:HS8 1.91 0.53
1:1:143: GLN:NE2 1:1:148:GLN:OE1 2.41 0.53
2:N:21:ARG:HH21 3:0:10:DG:H¥Y’ 1.74 0.53
4:P:22:DA:H2” 4:P:23:DG:CY’ 2.36 0.53
1:S:136:ARG:O 1:S:140:VAL:HG23 2.08 0.53
1:T:222:ARG:N 1:a:313:LEU:O 2.42 0.53
1:j:181:PRO:CG 1:5:141:MET:O 2.56 0.53
1:3:198:ARG:HD?2 3:0:31:DG:0O6 2.09 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
1:3:228: ILE:HG22 1:j:232:MET:HE3 1.89 0.53
1:q:7:THR:HG22 1:q:47:LEU:HD12 1.91 0.53
1:r:26:GLN:HG3 1:r:31: TRP:CE3 2.39 0.53
1:r:126:ARG:O 1:r:127:GLY:C 2.52 0.53
1:t:119:GLN:HA 1:t:122:LEU:HB3 1.89 0.53
3:w:7:DT:H6 3:w:7:DT:0OP1 1.91 0.53
4:x:25:DG:H2” 4:x:26:DG:05’ 2.07 0.53
1:1:174:PHE:CZ 1:1:177:ARG:HB2 2.43 0.53
1:K:258:PHE:HB3 1:K:266:ARG:CG 2.39 0.53
2:M:80:THR:0G1 2:N:65:VAL:O 2.27 0.53
1:Q:25:LYS:HA 1:Q:31:TRP:HA 1.89 0.53
1:Q:142:ARG:HD2 | 1:d:263:GLY:HA2 1.91 0.53
1:Q:312:HIS:ND1 1:Q:317:VAL:O 2.38 0.53
1:S:236:ARG:O 1:S:241:ASP:HB2 2.08 0.53
1:T:117:HIS:C 1:T:121:ASN:OD1 2.51 0.53
1:b:268: THR:O 1:b:272: THR:HG23 2.09 0.53
2:¢:26:LEU:HD13 2:¢:38:PHE:CD2 2.44 0.53
1:j:164: TRP:O 1:j:167:-MET:N 2.41 0.53
1:k:313:LEU:O 1:1:222:ARG:N 2.37 0.53
1:5:196:LEU:C 1:5:196:LEU:HD12 2.33 0.53
1:5:289:HIS:HE1 1:s:291:ILE:HB 1.72 0.53
1:1:117:HIS:NE2 1:1:134:LYS:HE3 2.24 0.53
1:1:259: THR:HG23 1:1:265:PHE:CE1 2.44 0.53
1:1:261:SER:HB3 1:1:264:ALA:HB3 1.91 0.53
1:K:213:TYR:HA 1:K:225:PRO:HA 1.91 0.53
1:Q:201:VAL:HG11 | 1:Q:231:LEU:HD22 1.90 0.53
1:a:16:LYS:N 1:a:19:ALA:O 2.35 0.53
2:¢:9:VAL:O 2:¢:19:ARG:NH2 2.41 0.53
1:k:141:MET:0O 1:1:181:PRO:CG 2.56 0.53
1:1:288:LYS:HG3 1:1:289:HIS:H 1.74 0.53
1:q:16:LYS:HG3 1:q:17:HIS:H 1.74 0.53
1:A:3:THR:O 2:E:90:GLY:HA3 2.08 0.53
1:A:7:THR:OG1 2:E:93:ILE:O 2.26 0.53
1:A:293:ASN:O 1:A:293:ASN:ND2 2.39 0.53
1:B:198:ARG:HG3 | 1:B:232:MET:HE1 1.90 0.53
2:F:6:ILE:O 2:F:65:VAL:HG13 2.08 0.53
2:F:23:PHE:HD1 2:F:38:PHE:HZ 1.55 0.53
1:1:266:ARG:NE 1:1:267:LEU:O 2.30 0.53
1:L:288:LYS:O 1:L:289:HIS:CB 2.55 0.53
1:a:231:LEU:HD23 1:a:231:LEU:C 2.33 0.53
1:c:121:ASN:HB3 1:¢:324:1LE:O 2.08 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
1:¢:240:ALA:O 1:¢:244:VAL:HG23 2.09 0.53
1:¢:288:LYS:HG2 1:¢:288:LYS:0O 2.07 0.53
4:h:28:DA:05’ 4:h:28:DA:HS 1.91 0.53
1:j:25:LYS:HE2 1:j:25:LYS:HA 1.89 0.53
4:p:28:DA:0O5’ 4:p:28:DA:HS8 1.91 0.53
1:A:92:LEU:HD11 1:B:214:ILE:HD12 1.91 0.53
1:A:196:LEU:HD11 | 1:A:279:PHE:CE1 2.43 0.53
1:A:247:-VAL:HG11 | 1:A:278:ALA:HB2 1.91 0.53
1:C:161:PHE:O 1:C:164: TRP:HB2 2.08 0.53
3:G:8:DG:H2” 3:G:9:DT:C6 2.44 0.53
1:1:233:GLU:OE2 1:1:236:ARG:NH1 2.41 0.53
3:W:28:DC:N4 4:X:9:DG:H1 2.03 0.53
1:¢:25:LYS:HB3 1:c:31:TRP:CA 2.37 0.53
1:d:285:SER:O 1:d:286:GLU:HB2 2.08 0.53
2:n:36:SER:OG 4:p:21:DC:OP1 2.23 0.53
3:0:7:DT:H2’ 3:0:8:DG:N7 2.24 0.53
4:p:18:DC:H2” 4:p:19:DG:HS8 1.70 0.53
1:t:24:LEU:O 1:t:32:LYS:N 2.41 0.53
4:x:34:DT:H2” 4:x:35:DT:05’ 2.08 0.53
1:B:2:SER:N 1:B:40:THR:O 2.41 0.53
1:C:61:LEU:HD12 1:C:61:LEU:N 2.23 0.53
1:D:303:GLU:HG2 1:D:307:ARG:HE 1.74 0.53
1:1:141:-MET:O 1:B:181:PRO:HG3 2.08 0.53
2:N:47:PHE:O 2:N:51:GLN:N 2.36 0.53
1:Q:289:HIS:O 1:Q:292:PHE:N 2.41 0.53
2:¢:4:LEU:C 2:e:4:LEU:HD23 2.33 0.53
1:1:92:LEU:HB3 1:1:96:ARG:HE 1.73 0.53
1:r:191:SER:HB3 3:w:33:DT:H4’ 1.90 0.53
1:5:24:LEU:N 1:5:31:TRP:O 2.41 0.53
1:A:164:TRP:O 1:A:167:MET:N 2.40 0.53
1:C:86:ARG:O 1:D:223:GLY:HA2 2.08 0.53
1:D:113:LYS:HD2 1:D:141:MET:HE2 1.91 0.53
1:I:4:LEU:HD12 1:I:5:TYR:H 1.74 0.52
1:J:117:HIS:O 1:J:121:ASN:ND2 2.42 0.52
1:K:113:LYS:NZ 1:K:137:GLY:O 2.42 0.52
3:0:13:DC:N4 4:P:24:DG:H1 2.07 0.52
1:S:161:PHE:O 1:S:164: TRP:HB2 2.09 0.52
4:X:24:DG:H2” 4:X:25:DG:0O5’ 2.09 0.52
1:a2:18:GLU:OE2 2:¢:21:ARG:NH1 2.36 0.52
1:b:8:GLN:HE22 1:b:26:GLN:H 1.56 0.52
1:1:181:PRO:HD3 1:q:109:LYS:NZ 2.24 0.52
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1:1:212:PRO:O 1:1:227:MET:N 2.39 0.52
2:n:23:PHE:CD1 2:n:38:PHE:HZ 2.28 0.52
1:q:146:LEU:HD21 | 1:q:150:ARG:NH2 2.24 0.52
1:s:73:PHE:CE1 1:5:266:ARG:HB3 2.44 0.52
1:5:239:VAL:HG23 1:5:240:ALA:N 2.24 0.52
1:L:221:THR:O 1:1L:224:GLN:N 2.37 0.52
2:M:50:LEU:HD23 2:M:50:LEU:C 2.34 0.52
1:R:122:LEU:HD12 1:R:125:ARG:HE 1.74 0.52
1:R:139:LEU:HD23 1:R:139:LEU:C 2.34 0.52
1:R:181:PRO:CG 1:c:141:MET:O 2.57 0.52
1:S:114:GLY:HA3 1:S:321:PRO:HG2 1.92 0.52
1:S:231:LEU:HD23 1:S:231:LEU:C 2.34 0.52
1:T:220:THR:O 1:T:220: THR:HG23 2.08 0.52
1:b:285:SER:O 1:b:286:GLU:HB3 2.10 0.52
2:¢:12: THR:HG23 2:¢:15:GLY:H 1.73 0.52
1:1:316:GLY:O 1:5:86:ARG:NH2 2.43 0.52
1:k:201:VAL:CG1 1:k:231:LEU:HD22 2.38 0.52
1:q:136:ARG:NE 1:q:159:GLU:OE1 2.41 0.52
1:r:4:LEU:HD12 1:r:5:TYR:H 1.74 0.52
4:x:24:DG:H2” 4:x:25:DG:05’ 2.09 0.52
1:A:278:ALA:CA 1:A:281:ARG:NH2 2.72 0.52
1:B:131:ASN:HB3 1:B:132:PRO:CD 2.39 0.52
1:D:197:LEU:HD21 | 1:D:235:PHE:HB2 1.92 0.52
4:H:33:DT:H6 4:H:34:DT:H2’ 1.74 0.52
1:K:130:ASP:O 1:K:131:ASN:C 2.51 0.52
1:R:122:LEU:O 1:R:126:ARG:N 2.32 0.52
1:T:288:LYS:CG 1:T:289:HIS:N 2.73 0.52
1:1:85:SER:HB3 1:1:209:GLY:HA2 1.89 0.52
1:t:156:ALA:O 1:t:160: TYR:N 2.42 0.52
1:t:317:VAL:HG12 1:t:318:VAL:N 2.25 0.52
2:u:10:PRO:O 2:u:19:ARG:NH2 2.36 0.52
2:v:35:PHE:HE?2 3:w:18:DC:H4’ 1.73 0.52
1:D:214:ILE:O 1:D:227:MET:HB2 2.08 0.52
4:H:33:DT:H4’ 4:H:34:DT:OP1 2.09 0.52
1:J:131:ASN:HB3 1:J:132:PRO:CD 2.39 0.52
1:R:91:ARG:NE 1:R:209:GLY:O 2.41 0.52
1:b:291:ILE:HG23 1:b:292:PHE:H 1.74 0.52
1:b:294:TYR:O 1:b:296:CYS:N 2.43 0.52
1:1:285:SER:O 1:1:286: GLU:HB2 2.09 0.52
2:n:23:PHE:HE2 4:p:23:DG:0OP2 1.92 0.52
1:q:92:LEU:HD11 1:r:214:ILE:HD12 1.91 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:289:HIS:CE1 1:A:291:ILE:HD11 2.45 0.52
1:B:85:SER:OG 1:B:87:ASN:OD1 2.25 0.52
1:C:41:LEU:O 1:C:65:LEU:HD21 2.09 0.52
1:C:125:ARG:NH2 1:C:242:SER:OG 2.42 0.52
1:C:199: THR:HG23 1:C:200:GLN:N 2.25 0.52
1:C:217:LEU:HB2 1:C:230:ASP:OD1 2.09 0.52
1:C:317:VAL:HG12 1:C:318:VAL:N 2.25 0.52
1:I:3:THR:O 2:M:91:SER:N 2.36 0.52
1:I:61:LEU:HD12 1:I:61:LEU:N 2.24 0.52
1:J:109:LYS:NZ 1:J:143:GLN:O 2.34 0.52
1:K:172: TRP:HZ2 1:K:253:ILE:HA 1.74 0.52
1:Q:122:LEU:O 1:Q:125:ARG:HB3 2.09 0.52
1:R:104:ARG:HG3 1:R:216:PHE:HB3 1.91 0.52
1:S:4:LEU:HD12 1:S:5:TYR:H 1.73 0.52
1:T:41:LEU:HD12 1:T:41:LEU:N 2.24 0.52
4:X:25:DG:H2” 4:X:26:DG:0O5’ 2.09 0.52
1:b:59:TYR:O 1:b:63:LEU:CD2 2.58 0.52
1:b:289:HIS:CB 1:b:290:PRO:CD 2.87 0.52
1:¢:245:LEU:HD12 1:¢:245:LEU:N 2.24 0.52
3:2:20:DG:N2 4:h:18:DC:N3 2.57 0.52
1:k:138:LYS:HD3 1:1:262: LEU:CG 2.37 0.52
1:k:178:PHE:HB3 1:k:180:ARG:CG 2.39 0.52
1:k:276:LEU:HD12 1:k:276:LEU:N 2.24 0.52
1:q:115:LYS:0 1:q:119:GLN:HG3 2.10 0.52
1:r:160: TYR:O 1:r:164: TRP:NE1 2.42 0.52
1:5:185:PRO:O 1:5:188:ALA:HB3 2.10 0.52
1:B:3:THR:HG21 1:B:307:ARG:NH1 2.25 0.52
1:B:60:ALA:HA 1:B:63:LEU:HD21 1.91 0.52
1:B:64:GLY:HA2 1:B:82:PRO:CG 2.39 0.52
1:D:92:LEU:O 1:D:96:ARG:N 2.30 0.52
1:D:286:GLU:HB3 1:D:296:CYS:O 2.09 0.52
2:E:10:PRO:HA 3:G:18:DC:0P2 2.09 0.52
1:J:198:ARG:CA 1:J:232:MET:HE2 2.36 0.52
1:L:53: THR:HG22 1:L:55:GLU:N 2.25 0.52
1:Q:88:GLY:CA 1:R:214:ILE:HD11 2.40 0.52
1:S:121:ASN:HB3 1:S:324:1LE:O 2.09 0.52
1:a:19:ALA:HB2 2:¢:28:GLY:CA 2.39 0.52
1:a:117:HIS:O 1:a:121:ASN:ND2 2.42 0.52
1:c:41:LEU:O 1:¢:65:LEU:HD21 2.09 0.52
1:3:198:ARG:HD2 3:0:31:DG:H1 1.74 0.52
1:r:26:GLN:CG 1:r:31:TRP:HE3 2.20 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
1:B:317:VAL:HG12 1:B:318:VAL:N 2.25 0.52
3:G:30:DA:H2” 3:G:31:DG:05’ 2.10 0.52
1:J:222:ARG:NH1 1:A:103:GLN:HA 2.24 0.52
1:K:25:LYS:HB3 1:K:31: TRP:CA 2.40 0.52
1:K:104:ARG:NH2 1:K:219:GLU:QOE1 2.37 0.52
1:Q:146:LEU:HD21 | 1:Q:150:ARG:HH21 1.72 0.52
1:a:144:GLN:HG2 1:a:144:GLN:O 2.09 0.52
1:a:178:PHE:O 1:a:187:ASN:ND2 2.34 0.52
1:d:253:ILE:HG22 1:d:254:GLN:N 2.24 0.52
2:¢:69:VAL:C 2:e:70:LEU:HD22 2.35 0.52
3:¢:14:DC:H2” 3:2:15:DT:C6 2.45 0.52
1:1:25:LYS:HG2 1:i:31: TRP:HA 1.92 0.52
1:1:289:HIS:O 1:1:292:PHE:N 2.43 0.52
1:k:121:ASN:HB3 1:k:324:1LE:O 2.10 0.52
1:k:239:VAL:HG23 1:k:240:ALA:N 2.24 0.52
3:0:15:DT:H3 4:p:23:DG:H22 1.56 0.52
1:r:290:PRO:O 1:1r:292:PHE:N 2.43 0.52
1:C:41:LEU:C 1:C:65:LEU:HD21 2.35 0.52
1:D:276:LEU:HD12 1:D:276:LEU:N 2.25 0.52
1:1:156:ALA:O 1:1:160: TYR:N 2.43 0.52
1:K:245:LEU:HD12 1:K:245:LEU:N 2.24 0.52
1:R:225:PRO:HB3 1:R:228:1LE:HD12 1.92 0.52
3:W:16:DG:H2” 3:W:17:DG:C8 2.44 0.52
l:a:1:MET:H2 1:a:299:ARG:HH21 1.58 0.52
1:j:115:LYS:HD2 1:j:233:GLU:HB3 1.91 0.52
1:j:148:GLN:O 1:j:152:1LE:HG12 2.09 0.52
1:r:120:TYR:HB3 1:r:133:LEU:HD12 1.91 0.52
1:5:22:VAL:O 1:8:34:GLN:N 2.38 0.52
1:A:52:ILE:CG2 1:A:57:LEU:HD11 2.40 0.52
1:B:26:GLN:HB3 1:B:31:TRP:HB2 1.92 0.52
1:D:107:ILE:HG22 1:D:111:PHE:HE2 1.75 0.52
1:1:199: THR:HG23 1:1:200:GLN:N 2.25 0.52
1:1:289:HIS:O 1:1:292:PHE:N 2.41 0.52
1:K:267:LEU:HD23 | 1:K:272:THR:CG2 2.32 0.52
2:M:10:PRO:HA 3:0:18:DC:0P2 2.09 0.52
3:0:26:DT:H2” 3:0:27:DT:H6 1.75 0.52
1:T:72:GLN:NE2 4:X:31:DA: 04’ 2.39 0.52
1:T:146:LEU:HD21 1:T:150:ARG:CZ 2.39 0.52
1:T:247:VAL:HG23 | 1:T:248:LEU:HD12 1.91 0.52
1:¢:165:GLN:OE1 l:c:174:PHE:N 2.39 0.52
1:j:21:HIS:HE2 1:5:33:LYS:HB3 1.75 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
1:3:128:GLN:NE2 1:j:166: GLU:OE1 241 0.52
1:k:45:VAL:C 1:k:46:LEU:HD12 2.35 0.52
1:k:221: THR:HG22 1:k:221:THR:O 2.09 0.52
3:0:24:DC:C6 3:0:25:DT:H72 2.45 0.52
2:u:74: THR:OG1 2:v:69:VAL:O 2.28 0.52
1:C:114:GLY:HA3 1:C:321:PRO:CG 2.40 0.52
1:I:213: TYR:HA 1:1:225:PRO:HA 1.91 0.52
1:b:64:GLY:C 1:b:65:LEU:HD12 2.35 0.52
1:j:139:LEU:HD23 1:3:139:LEU:O 2.10 0.52
1:k:59:TYR:CE2 1:k:63:LEU:HD11 2.45 0.52
1:k:258: PHE:HD2 1:k:266:ARG:HD2 1.75 0.52
1:k:287:PHE:CE2 1:k:289:HIS:HA 2.45 0.52
1:1:92:LEU:O 1:1:96:ARG:N 2.29 0.52
1:1:317:VAL:HG12 1:1:318:VAL:N 2.24 0.52
1:q:201:VAL:HG11 | 1:q:231:LEU:HD22 1.92 0.52
1:t:22: VAL:HG12 1:t:34:GLN:O 2.09 0.52
1:t:204:ALA:HA 1:t:207:ILE:HD12 1.91 0.52
2:u:7:TYR:OH 3:w:20:DG:OP1 2.26 0.52
2:u:57:LEU:O 2:u:b7:LEU:HD23 2.10 0.52
2:v:10:PRO:HA 4:x:20:DC:H5” 1.90 0.52
1:B:198:ARG:CD 3:G:31:DG:H1 2.16 0.52
1:B:276:LEU:HD12 1:B:276:LEU:N 2.24 0.52
1:B:283:LEU:HB3 1:B:299:ARG:HB2 1.92 0.52
1:J:28R:LYS:HE2 1:J:290:PRO:CG 2.28 0.51
3:0:7:.DT:H6 3:0:7.DT:0P1 1.93 0.51
1:R:59:TYR:O 1:R:63:LEU:CD2 2.58 0.51
1:R:131:ASN:HB3 1:R:132:PRO:CD 2.40 0.51
1:R:317:VAL:HG12 1:R:318:VAL:N 2.25 0.51
1:S:24:LEU:N 1:S:31:TRP:O 2.43 0.51
2:U:57:LEU:O 2:U:57:LEU:HD23 2.10 0.51
3:W:5:DT:C2’ 3:W:6:DT:H71 2.37 0.51
l:a:1:MET:N 1:a:299:ARG:NH2 2.58 0.51
1:a:74:GLY:HA3 1:a:192:PHE:CD1 2.45 0.51
1:b:18:GLU:O 1:b:59:TYR:OH 2.15 0.51
1:b:286:GLU:OE1 1:b:286:GLU:HA 2.10 0.51
1:d:104:ARG:NE 1:d:216:PHE:O 2.25 0.51
1:5:25:LYS:HB3 1:s:31: TRP:HA 1.91 0.51
2:v:6:ILE:HD11 2:v:66:CYS:HB2 1.93 0.51
2:v:14:ALA:O 2:v:18:ARG:NHI1 2.43 0.51
1:B:192:PHE:CE1 3:G:32:DT:H5’ 2.45 0.51
1:K:178:PHE:H 1:K:187:ASN:ND2 2.08 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
2:N:25:LEU:O 2:N:28:GLY:N 2.39 0.51
1:¢:61:LEU:HD12 1:c:61:LEU:N 2.25 0.51
1:¢:131:ASN:O 1:¢:133:LEU:N 2.43 0.51
1:1:88:GLY:CA 1:j:214:ILE:HD11 2.40 0.51
1:j:276:LEU:HD12 1:j:276:LEU:N 2.26 0.51
1:q:19:ALA:HB2 2:u:28:GLY:CA 2.39 0.51
2:v:9:VAL:O 4:x:20:DC:H3’ 2.10 0.51
1:A:128:GLN:OE1 1:A:166:GLU:OE1 2.28 0.51
1:A:177:ARG:NH2 1:A:194: TYR:HE2 2.07 0.51
1:C:22:VAL:O 1:C:34:GLN:N 2.39 0.51
1:1:146:LEU:HD21 1:1:150:ARG:NH2 2.24 0.51
1:J:164:TRP:O 1:J:167:MET:N 2.44 0.51
1:K:45:VAL:C 1:K:46:LEU:HD12 2.35 0.51
1:Q:212:PRO:HA 1:Q:227:MET:HB3 1.91 0.51
1:R:27:GLU:O 1:R:28:ASP:HB2 2.09 0.51
1:R:89:GLN:HA 1:R:92:LEU:HD12 1.92 0.51
1:R:244:VAL:HG12 | 1:R:248:LEU:CD1 2.38 0.51
3:2:16:DG:H2” 3:g:17:DG:N7 2.24 0.51
1:j:101:PRO:O 1:j:105:LEU:N 2.35 0.51
1:k:86:ARG:HB3 1:1:223:GLY:CA 2.39 0.51
1:k:212:PRO:HA 1:k:227:-MET:HB2 1.92 0.51
1:r:253:ILE:HB 1:1:255:ARG:CD 2.41 0.51
3:w:13:DC:N4 4:x:24:DG:H1 2.08 0.51
1:A:150:ARG:NH2 1:A:217:LEU:O 2.43 0.51
1:A:253:ILE:HG13 1:A:254:GLN:H 1.75 0.51
1:D:116:VAL:HA 1:D:119:GLN:HG2 1.93 0.51
2:E:69:VAL:C 2:E:70:LEU:HD22 2.35 0.51
1:J:149:VAL:O 1:J:152:ILE:N 2.42 0.51
1:J:276:LEU:HD12 1:J:276:LEU:N 2.25 0.51
1:J:317:VAL:HG12 1:J:318:VAL:N 2.25 0.51
1:K:259: THR:HB 1:K:265:PHE:CD1 2.44 0.51
1:Q:18:GLU:OE2 2:U:25:LEU:CB 2.59 0.51
1:Q:174:PHE:CZ 1:Q:177:ARG:HB2 2.46 0.51
1:a:94:GLN:NE2 1:a:211:ASP:O 2.44 0.51
1:a:289:HIS:HB3 1:a:292:PHE:HB3 1.92 0.51
1:b:14:SER:O 1:b:21:HIS:N 2.36 0.51
1:b:288:LYS:O 1:b:288:LYS:CD 2.52 0.51
1:d:155:LEU:HD11 1:d:159:GLU:OE2 2.11 0.51
1:1:259: THR:HG22 1:1:260:GLU:H 1.76 0.51
3:0:16:DG:H2” 3:0:17:DG:C8 2.46 0.51
1:1:198:ARG:CA 1:r:232:MET:HE2 2.41 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:292:PHE:HZ 1:A:295:LYS:HE3 1.70 0.51
1:C:231:LEU:HD23 1:C:231:LEU:C 2.35 0.51
1:C:269:ASP:0OD1 1:C:270:SER:N 2.44 0.51
3:G:22:DC:H?2” 3:G:23:DG:H8 1.75 0.51
1:1:123:LEU:O 1:1:127:GLY:N 2.42 0.51
1:1:247:VAL:O 1:1:251:ARG:HB2 2.11 0.51
1:a:199: THR:HG23 1:a:200: GLN:N 2.25 0.51
1:a:227:-MET:HE1 1:a:309:LEU:CD2 2.40 0.51
1:b:133:LEU:O 1:b:135:GLY:N 2.38 0.51
1:¢:25:LYS:HE3 1:¢:28:ASP:HB3 1.93 0.51
1:¢:182:PRO:CG 1:c:188:ALA:HB2 2.40 0.51
2:m:44:VAL:O 2:m:47:PHE:N 2.38 0.51
2:n:6:ILE:O 2:1:65:VAL:HG13 2.10 0.51
2:n:50:LEU:HD21 2:n:54:-MET:-HE2 1.89 0.51
1:q:121:ASN:ND2 1:q:324:ILE:O 2.42 0.51
1:r:146:LEU:O 1:r:149:VAL:N 2.37 0.51
1:5:164:TRP:HD1 1:5:168:LEU:HD11 1.75 0.51
2:v:10:PRO:HB3 4:x:20:DC:0P2 2.10 0.51
1:D:222:ARG:HH11 4:H:35:DT:H71 1.75 0.51
1:D:288:LYS:CG 1:D:292:PHE:O 2.59 0.51
1:K:25:LYS:HE3 1:K:28:ASP:HB2 1.92 0.51
1:K:46:LEU:HD23 1:K:50:PRO:HG2 1.93 0.51
1:S:5:TYR:CG 1:S:276:LEU:HD23 2.45 0.51
1:T:250:GLN:N 1:T:250:GLN:OE1 2.43 0.51
2:U:51:GLN:NE2 2:V:81:TYR:OH 2.39 0.51
1:a:122:LEU:HD13 | 1:a:125:ARG:HH21 1.76 0.51
1:a:156:ALA:O 1:a:160: TYR:N 2.44 0.51
1:b:156:ALA:O 1:b:160: TYR:N 2.44 0.51
1:b:261:SER:C 1:b:262:LEU:HD22 2.35 0.51
1:¢:247:VAL:HG23 | 1:¢:248:LEU:HD12 1.91 0.51
1:¢:288:LYS:HA 1:¢:295:LYS:HG2 1.91 0.51
1:j:290:PRO:C 1:j:292:PHE:H 2.19 0.51
2:m:33:ARG:NH1 2:m:66:CYS:SG 2.82 0.51
1:r:276:LEU:HD12 1:1:276:LEU:N 2.26 0.51
1:5:231:LEU:HD23 1:5:231:LEU:C 2.35 0.51
1:t:116:VAL:HA 1:t:119:GLN:HG2 1.93 0.51
1:C:288:LYS:O 1:C:288:LYS:HG2 2.11 0.51
1:D:156:ALA:O 1:D:160:TYR:N 2.44 0.51
1:1:141:MET:O 1:B:181:PRO:CD 2.59 0.51
1:K:156:ALA:O 1:K:160: TYR:N 2.44 0.51
1:K:254:GLN:CG 1:K:255:ARG:H 2.22 0.51
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
1:L:150:ARG:NH2 1:L:217:LEU:O 2.44 0.51
1:b:180:ARG:HG3 3:2:33:DT:04’ 2.11 0.51
1:b:317:VAL:HG12 1:b:318:VAL:N 2.26 0.51
2:e:10:PRO:HA 3:2:18:DC:0OP2 2.11 0.51
1:1:148:GLN:O 1:1:152:ILE:HG12 2.11 0.51
1:1:266:ARG:HD2 1:1:267:LEU:H 1.75 0.51
1:k:86:ARG:O 1:1:223:GLY:HA2 2.11 0.51
1:1:221: THR:O 1:1:224:GLN:N 2.38 0.51
1:r:268:THR:O 1:r:272: THR:HG23 2.11 0.51
1:t:53: THR:HG22 1:t:55:GLU:N 2.25 0.51
1:t:122:LEU:CD1 1:t:125:ARG:NH1 2.74 0.51
1:t:198:ARG:O 1:t:202: THR:OG1 2.23 0.51
1:t:270:SER:O 1:t:274: THR:HG23 2.11 0.51
1:A:37:PRO:HA 2:E:28:GLY:HA2 1.93 0.51
1:A:218:HIS:O 1:A:226:ALA:CB 2.59 0.51
1:C:131:ASN:O 1:C:133:LEU:N 2.44 0.51
1:J:195:GLY:HA2 3:0:31:DG:N1 2.26 0.51
1:L:104:ARG:O 1:L:108:VAL:HG23 2.11 0.51
1:L:168:LEU:HD21 1:L:245:LEU:CD2 2.40 0.51
1:L:181:PRO:CG 1:C:141:MET:O 2.59 0.51
1:Q:272: THR:O 1:Q:276:LEU:HG 2.11 0.51
1:S:247:-VAL:HG23 | 1:S:248:LEU:HD12 1.93 0.51
2:V:59:LYS:NZ 2:V:62:GLU:OE1 2.44 0.51
1:b:214:1LE:O 1:b:227:MET:HE2 2.09 0.51
1:b:289:HIS:HB2 1:b:290:PRO:HD2 1.91 0.51
1:¢:239:VAL:HG23 1:¢:240:ALA:N 2.26 0.51
1:1:98:HIS:NE2 1:1:219:GLU:OE1 2.43 0.51
1:1:199: THR:HG23 1:1:200: GLN:N 2.25 0.51
1:1:288:LYS:CB 1:1:294:TYR:H 2.23 0.51
4:p:33:DT:H6 4:p:34:DT:H2’ 1.76 0.51
1:q:37:PRO:HA 2:u:28:GLY:HA2 1.92 0.51
1:q:291:1LE:HD12 1:q:292:PHE:N 2.26 0.51
1:5:4:LEU:HD12 1:8:5:TYR:N 2.26 0.51
1:5:161:PHE:O 1:5:164: TRP:HB2 2.11 0.51
1:t:268: THR:O 1:t:272: THR:HG23 2.11 0.51
1:B:27:GLU:O 1:B:28:ASP:HB2 2.10 0.51
1:C:146:LEU:HD21 | 1:C:150:ARG:NH2 2.26 0.51
2:E:2.LEU:HB3 2:E:70:LEU:O 2.11 0.51
1:1:16:LYS:O 1:1:17:HIS:C 2.53 0.51
1:1:122:LEU:HD12 1:1:125:ARG:HD3 1.92 0.51
2:M:50:LEU:HD21 2:M:54:MET:CE 2.31 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
2:N:50:LEU:HD23 2:N:50:LEU:C 2.36 0.51
1:Q:141:MET:O 1:d:181:PRO:HG3 2.11 0.51
1:T:47:LEU:O 1:T:71:THR:C 2.54 0.51
1:d:259: THR:HG22 1:d:260:GLU:N 2.25 0.51
2:£:6:ILE:O 2:1:65:VAL:HG13 2.10 0.51
2:m:50:LEU:HD23 2:m:50:LEU:C 2.36 0.51
1:t:41:LEU:HD12 1:t:41:LEU:N 2.26 0.51
1:A:61:LEU:N 1:A:61:LEU:HD12 2.25 0.51
1:C:45:VAL:C 1:C:46:LEU:HD12 2.36 0.51
1:C:70:LEU:HD21 1:C:196:LEU:HB3 1.92 0.51
1:D:177:ARG:NH1 1:D:178:PHE:O 2.43 0.51
2:E:4:LEU:HD23 2:E:4:LEU:C 2.36 0.51
2:E:88:LYS:O 2:E:88:LYS:CG 2.57 0.51
1:K:227:-MET:HE1 | 1:K:309:LEU:HD21 1.93 0.51
1:S:25:LYS:HG3 1:S:28:ASP:HB2 1.92 0.51
1:S:182:PRO:CG 1:S:188:ALA:HB2 2.41 0.51
1:b:276:LEU:HD12 1:b:276:LEU:N 2.26 0.51
1:1:213:TYR:HA 1:1:225:PRO:HA 1.93 0.51
1:j:21:HIS:NE2 1:j:33:LYS:O 2.44 0.51
1:1:145: THR:HG23 1:1:148:GLN:H 1.76 0.51
2:u:44:VAL:O 2:u:47:PHE:N 2.43 0.51
2:v:4:LEU:HD23 2:v:4:LEU:C 2.36 0.51
1:A:99:GLU:OE2 1:B:96:ARG:CD 2.59 0.51
1:C:254:GLN:C 1:C:255:ARG:HG2 2.36 0.51
1:1:129:VAL:C 1:1:132:PRO:HD3 2.36 0.50
1:J:131:ASN:O 1:J:132:PRO:C 2.55 0.50
1:J:136:ARG:HG2 | 1:J:139:LEU:HD13 1.92 0.50
1:J:186:VAL:HA 1:J:189:LEU:HD13 1.93 0.50
1:K:239:VAL:HG23 1:K:240:ALA:N 2.26 0.50
3:0:8:DG:H2” 3:0:9:DT:C6 2.46 0.50
1:R:101:PRO:HA 1:R:104:ARG:HB3 1.93 0.50
1:R:122:LEU:HD11 | 1:R:125:ARG:HH21 1.76 0.50
1:T:7.:THR:HA 1:T:47.LEU:HB3 1.92 0.50
l:a:161:PHE:HB3 l:a:174:PHE:CE2 2.46 0.50
1:a:266:ARG:HD2 1:a:267:LEU:H 1.75 0.50
1:d:35:PRO:O 1:d:36:1ILE:HD13 2.11 0.50
1:d:168:LEU:HD21 | 1:d:245:LEU:HD21 1.92 0.50
1:d:288:LYS:CB 1:d:294:TYR:H 2.23 0.50
2:e:50:LEU:HD23 2:¢:50:LEU:C 2.35 0.50
1:k:68:HIS:CG 1:k:199:THR:OG1 2.64 0.50
1:k:69:TYR:O 1:k:70:LEU:HD12 2.11 0.50
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Atom-1 Atom-2 distance (A) overlap (A)

1:1:182:PRO:C 1:1:184:ASP:H 2.17 0.50
1:q:266:ARG:HD2 1:q:267:LEU:H 1.75 0.50
4:x:19:DG:0OP2 4:x:19:DG:H8 1.93 0.50
1:B:198:ARG:HD2 3:G:31:DG:06 2.11 0.50
1:C:182:PRO:HB3 1:C:188:ALA:HB2 1.93 0.50
1:D:119:GLN:O 1:D:122:LEU:HB3 2.11 0.50
1:D:179:ARG:HG2 1:D:180:ARG:H 1.75 0.50
1.I.57.LEU:HD12 1.I:57:LEU:N 2.27 0.50
1:J:197:LEU:HD21 1:J:235:PHE:HB2 1.93 0.50
1:R:276:LEU:HD12 1:R:276:LEU:N 2.27 0.50
1:T:119:GLN:HA 1:T:122:LEU:HB3 1.92 0.50
4:X:11:DA:H2’ 4:X:12:DA:C8 2.46 0.50
1:¢:254:GLN:C 1:¢:255:ARG:HG2 2.35 0.50
1:d:116:VAL:HA 1:d:119:GLN:HG2 1.93 0.50
2:¢:25:LEU:C 2:¢:25:LEU:HD23 2.36 0.50
4:h:11:DA:H2’ 4:h:12:DA:C8 2.46 0.50
1:1:92:LEU:HD11 1:j:214:ILE:HD12 1.93 0.50
1:1:139:LEU:HG 1:1:139:LEU:O 2.11 0.50
1:1:119:GLN:HB2 1:1:160: TYR:CE1 2.46 0.50
4:p:7:DT:H2” 4:p:8:DT:0P1 2.12 0.50
1:q:289:HIS:CE1 1:q:291:1ILE:HD11 2.47 0.50
1:1:145:THR:O 1:1:149:VAL:HG23 2.10 0.50
1:5:27:GLU:H 1:5:31:TRP:CD1 2.29 0.50
1:t:7:THR:HA 1:t:47.:LEU:HB3 1.93 0.50
2:v:12:THR:HG21 2:v:62:GLU:OE2 2.11 0.50
2:E:86:PRO:O 2:E:87:GLU:HG2 2.12 0.50
1:Q:96:ARG:HB2 | 1:d:221:THR:HG21 1.93 0.50
1:R:212:PRO:O 1:R:227:MET:N 2.39 0.50
2:V:32: TRP:NE1 2:V:34:GLN:O 2.44 0.50
1:a:15:LYS:NZ 4:h:12:DA:OP1 2.38 0.50
1:b:63:LEU:HD23 1:b:63:LEU:N 2.26 0.50
1:b:110:ALA:O 1:b:321:PRO:HG2 2.11 0.50
3:g:7:DT:0OP1 3:g:7:DT:H6 1.95 0.50
1:1:18:GLU:OE1 2:m:21:ARG:NH2 2.44 0.50
2:1:33:ARG:NE 2:1:39:GLU:OE2 2.44 0.50
1:8:227:-MET:HE1 1:5:309:LEU:CD2 2.41 0.50
1:C:302:ILE:HD12 1:C:302:1ILE:N 2.27 0.50
1:D:191:SER:OG 4:H:35:DT:0P2 2.26 0.50
1:J:27:GLU:O 1:J:28:ASP:HB2 2.11 0.50
1:L:247:VAL:HG23 | 1:L:248:LEU:HD12 1.92 0.50
2:N:23:PHE:CD1 2:N:38:PHE:HZ 2.28 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
1:R:40:THR:0G1 1:R:41:LEU:HD12 2.11 0.50
1:R:126:ARG:O 1:R:127:GLY:C 2.54 0.50
1:R:227:MET:O 1:R:231:LEU:HD13 2.12 0.50
1:1:165:GLN:NE2 1:1:172:TRP:O 2.39 0.50
1:j:317:VAL:HG12 1:j:318:VAL:N 2.27 0.50
1:k:107:ILE:HG21 1:k:216:PHE:CD2 2.45 0.50
3:0:31:DG:N3 3:0:31:DG:H2’ 2.26 0.50
1:t:276:LEU:N 1:t:276:LEU:HD12 2.25 0.50
1:B:104:ARG:HG3 1:B:216:PHE:HB3 1.93 0.50
1:B:227:MET:O 1:B:231:LEU:HD13 2.12 0.50
1:B:304:LEU:O 1:B:308:LEU:N 2.21 0.50
1:1:174:PHE:CE1 1:1:177:ARG:HB2 2.46 0.50
1:K:89:GLN:O 1:C:89:GLN:NE2 2.45 0.50
2:U:4:LEU:HD23 2:U:4:LEU:C 2.36 0.50
2:V:6:ILE:HD11 2:V:66:CYS:HB2 1.94 0.50
1:a:122:LEU:O 1:a:125:ARG:HB2 2.12 0.50
1:a:187:ASN:C 1:a:187:ASN:HD22 2.19 0.50
1l:c:5: TYR:HE2 1:¢:280:ASP:0D2 1.94 0.50
1l:c:107:ILE:HG21 1:c:216:PHE:CD2 2.46 0.50
2:¢:39:GLU:OE2 2:¢:86:PRO:HG3 2.12 0.50
1:k:165:GLN:NE2 1:k:172: TRP:O 2.41 0.50
1:q:74:GLY:HA3 1:q:192:PHE:CD1 2.46 0.50
1:q:292:PHE:HZ 1:q:295:LYS:HE3 1.76 0.50
1:r:27:GLU:O 1:r:28:ASP:HB2 2.10 0.50
1:t:86:ARG:O 1:t:314:GLN:NE2 2.45 0.50
2:v:29:'TYR:CG 2:v:50:LEU:HD12 2.47 0.50
1:C:189:LEU:HD23 1:C:189:LEU:C 2.36 0.50
1:J:181:PRO:CG 1:A:141:MET:O 2.60 0.50
1:K:113:LYS:HZ1 1:K:138:LYS:HA 1.75 0.50
1:K:118:ASN:OD1 | 1:K:238:LEU:HD23 2.11 0.50
1:S:239:VAL:HG23 1:S:240:ALA:N 2.26 0.50
2:V:83:THR:HB 2:V:84:PRO:HD2 1.94 0.50
1:b:115:LYS:HD?2 1:b:233:GLU:HB3 1.93 0.50
1:d:317:VAL:HG12 1:d:318:VAL:N 2.26 0.50
3:¢:24:DC:H2’ 3:2:25:DT:HT72 1.94 0.50
1:3:25:LYS:O 1:j:30:SER:HA 2.12 0.50
1:j:259: THR:HG22 1:j:260:GLU:H 1.75 0.50
1:j:272: THR:O 1:j:276:LEU:HD13 2.11 0.50
2:u:33:ARG:HD3 2:v:66:CYS:SG 2.51 0.50
3:w:24:DC:N1 3:w:25:DT:H72 2.25 0.50
1:C:4:LEU:HD12 1:C:5:TYR:H 1.76 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
1:D:205:VAL:HG13 | 1:D:210:LEU:HB2 1.93 0.50
1:D:288:LYS:CB 1:D:294:TYR:H 2.23 0.50
1:J:63:LEU:HD23 1:J:63:LEU:N 2.27 0.50
4:P:19:DG:H8 4:P:19:DG:OP2 1.95 0.50
1:R:145:THR:O 1:R:149:VAL:HG23 2.12 0.50
1:R:303:GLU:OE2 1:R:307:ARG:NH2 2.44 0.50
1:S:53: THR:HG23 1:S:55:GLU:OE1 2.11 0.50
1:¢:189:LEU:HD21 1:¢:275:PHE:CE1 2.46 0.50
1:1:115:LYS:HD2 1:1:233:GLU:HB3 1.94 0.50
2:m:2:LEU:HD12 2:m:41:PHE:HB2 1.93 0.50
3:0:7:DT:0OP1 3:0:7:DT:H6 1.95 0.50
1:q:18:GLU:OE2 2:u:25:LEU:CB 2.59 0.50
1:q:104:ARG:NH1 1:q:219:GLU:OE1 2.39 0.50
1:r:59:TYR:O 1:r:63:LEU:CD2 2.59 0.50
1:5:164: TRP:CD1 1:5:168:LEU:HD11 2.46 0.50
1:4:250: GLN:N 1:t:250:GLN:OE1 2.44 0.50
1:A:19:ALA:HB2 2:E:28:GLY:HA3 1.94 0.50
1:A:196:LEU:CD1 1:A:279:PHE:CE1 2.94 0.50
1:B:266:ARG:HG2 1:B:267:LEU:H 1.76 0.50
1:C:247:VAL:HG23 | 1:C:248:LEU:CD1 2.42 0.50
4:H:9:DG:06 4:H:10:DA:N6 2.44 0.50
1:1:85:SER:HB3 1:1:209:GLY:HA2 1.94 0.50
1:J:60:ALA:O 1:J:63:LEU:CD2 2.60 0.50
1:L:260:GLU:HG3 1:L:265:PHE:CZ 2.46 0.50
1:S:287:PHE:CE2 1:S:289:HIS:HA 2.47 0.50
2:U:50:LEU:HD23 2:U:50:LEU:C 2.36 0.50
2:V:92:ILE:O 2:V:93:.ILE:HG13 2.11 0.50
1:b:289:HIS:CB 1:b:290:PRO:HD2 2.41 0.50
1:1:222:ARG:O 1:1:222: ARG:HG3 2.12 0.50
1:j:134:LYS:HD2 1:j:134:LYS:O 2.12 0.50
1:1:164: TRP:O 1:1:167:-MET:N 2.44 0.50
1:1:268: THR:O 1:1:272: THR:HG23 2.12 0.50
1:t:101:PRO:O 1::105:LEU:N 2.33 0.50
1:t:286:GLU:OE2 1:t:288:LYS:N 2.44 0.50
2:E:9:VAL:O 2:E:19:ARG:NH2 2.45 0.50
2:E:34:GLN:CD 2:F:6:1LE:HD12 2.37 0.50
1:1:92:LEU:HD11 1:J:214:ILE:HD12 1.94 0.50
1:J:52:ILE:HD13 1:J:57:LEU:HD11 1.94 0.50
1:J:283:LEU:N 1:J:283:LEU:HD12 2.27 0.50
1:J:283:LEU:HD23 1:J:299:ARG:HE 1.76 0.50
1:K:215:GLY:HA3 1:K:226:ALA:CB 2.42 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
1:K:301:ALA:HA 1:K:304:LEU:HD12 1.94 0.50
3:0:5:DT:N1 3:0:6:DT:H72 2.26 0.50
1:R:290:PRO:O 1:R:292:PHE:N 2.45 0.50
1:S:94:GLN:NE2 1:S:211:ASP:O 2.45 0.50
4:X:18:DC:H2” 4:X:19:DG:N7 2.27 0.50
4:X:34:DT:H2” 4:X:35:DT:05’ 2.11 0.50
1:a:114:GLY:HA3 1:a:321:PRO:HB2 1.94 0.50
1:¢:276:LEU:HD12 1:¢:276:LEU:N 2.26 0.50
1:j:64:GLY:C 1:j:65:LEU:HD12 2.37 0.50
1:j:204:ALA:HA 1:j:207:ILE:HD12 1.93 0.50
1:q:4:LEU:HD12 1:q:5:TYR:N 2.27 0.50
1:r:317:VAL:HG12 1:r:318:VAL:N 2.27 0.50
2:u:3:TYR:CD2 2:u:42:LEU:HD11 2.47 0.50
1:A:199: THR:HG23 1:A:200:GLN:N 2.26 0.50
1:A:260:GLU:N 1:A:260:GLU:OE1 2.42 0.50
1:B:20:PHE:HB2 1:B:36:ILE:HG13 1.94 0.50
1:D:182:PRO:C 1:D:184:ASP:H 2.20 0.50
1:D:288:LYS:0O 1:D:289:HIS:CB 2.58 0.50
2:F:5:ILE:HG22 2:F:67:ILE:HD12 1.94 0.50
2:F:23:PHE:CD1 2:F:38:PHE:HZ 2.30 0.50
1:R:26:GLN:CB 1:R:31:TRP:HB2 2.41 0.49
1:a:68:HIS:CG 1:a:199: THR:0G1 2.65 0.49
1:a:177:ARG:NH1 1:a:187:ASN:ND2 2.60 0.49
1:d:92:LEU:O 1:d:96:ARG:N 2.31 0.49
1:d:122:LEU:HD12 1:d:125:ARG:NH1 2.27 0.49
3:2:14:DC:C2’ 3:g:15:DT:H71 2.42 0.49
3:2:31:DG:C8 3:g:32:DT:H3’ 2.47 0.49
1:1:247:VAL:O 1:1:251:ARG:O 2.29 0.49
1:j:161:PHE:HA 1:j:164: TRP:CD1 247 0.49
1:j:228:1LE:CG2 1:j:232:MET:HE3 2.41 0.49
1:k:161:PHE:O 1:k:164: TRP:HB2 2.12 0.49
1:1:110:ALA:HB1 1:1:321:PRO:HD3 1.94 0.49
2:m:10:PRO:HA 3:0:18:DC:0OP2 2.13 0.49
1:q:16:LYS:O 1:q:17:HIS:C 2.55 0.49
1:5:25:LYS:HE3 1:5:28:ASP:HB2 1.94 0.49
1:5:250:GLN:OE1 1:5:250:GLN:N 2.45 0.49
1:t:237:ALA:HA 1:t:241:ASP:0OD2 2.12 0.49
1:A:227:-MET:CE 1:A:309:LEU:CD2 2.90 0.49
1:C:107:ILE:HD13 1:C:216:PHE:HE2 1.76 0.49
1:J:26:GLN:HG3 1:J:31:TRP:HE3 1.76 0.49
1:J:64:GLY:C 1:J:65:LEU:HD12 2.37 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
1:Q:228:ILE:O 1:Q:232:MET:N 2.38 0.49
1:R:259:THR:O 1:R:260:GLU:C 2.54 0.49
1:S:105:LEU:HA 1:S:108:VAL:HG22 1.93 0.49
1:a:164: TRP:CD1 l:a:167:-MET:HE2 2.47 0.49
1:a:247:VAL:O 1:a:251:ARG:O 2.30 0.49
1:b:288:LYS:O 1:b:290:PRO:O 2.30 0.49
1:k:259: THR:HG1 1:k:263:GLY:C 2.11 0.49
1:1:53: THR:HG22 1:1:55:GLU:N 2.27 0.49
1:1:26:GLN:O 1:r:27:GLU:C 2.55 0.49
1:r:212:PRO:O 1:r:227:MET:N 2.42 0.49
1:A:247:VAL:HG23 | 1:A:248:LEU:HD12 1.94 0.49
1:C:215:GLY:HA3 1:C:226:ALA:CB 2.42 0.49
1:J:49:'TYR:N 1:J:50:PRO:HD3 2.27 0.49
1:J:63:LEU:HD23 1:J:63:LEU:H 1.76 0.49
1:J:146:LEU:O 1:J:149:VAL:N 2.42 0.49
1:J:247:VAL:O 1:J:251:ARG:N 2.41 0.49
1:K:287:PHE:HE2 1:K:289:HIS:HA 1.78 0.49
2:N:9:VAL:O 4:P:20:DC:H3’ 2.12 0.49
1:T:288:LYS:CG 1:T:289:HIS:H 2.24 0.49
4:h:25:DG:H2” 4:h:26:DG:05’ 2.12 0.49
1:1:120: TYR:CD1 1:1:133:LEU:HD11 2.43 0.49
1:8:254:GLN:HG3 1:5:255:ARG:N 2.23 0.49
1:A:257:ASP:HA 1:A:266:ARG:O 2.13 0.49
1:I.71: THR:HG22 1:1:72: GLN:N 2.28 0.49
1:J:241:ASP:O 1:J:245:LEU:HD13 2.11 0.49
1:J:261:SER.:C 1:J:262:LEU:HD22 2.37 0.49
1:K:185:PRO:O 1:K:188:ALA:HB3 2.12 0.49
4:P:33:DT:C7 4:P:35:-DT:HY 2.38 0.49
1:Q:16:LYS:O 1:Q:17:HIS:C 2.56 0.49
1:Q:311:ARG:C 1:Q:317:VAL:HG22 2.38 0.49
1:R:123:LEU:CB 1:R:129:VAL:HG23 2.41 0.49
1:S:53: THR:CG2 3:W:8:DG:0OP1 2.60 0.49
1:T:133:LEU:C 1:T:135:GLY:H 2.16 0.49
1:a:222:ARG:O 1:a:222:ARG:HG3 2.12 0.49
1:b:157:ALA:O 1:b:161:PHE:N 2.38 0.49
1:b:240:ALA:O 1:b:244:VAL:HG23 2.13 0.49
1:¢:287:PHE:CE2 1:¢:289:HIS:HA 2.47 0.49
3:2:19:DG:H2” 3:2:20:DG:0OP2 2.12 0.49
1:1:114:GLY:HA3 1:1:321:PRO:HB2 1.94 0.49
1:j:109:LYS:NZ 1:j:143:GLN:O 2.43 0.49
1:k:88:GLY:HA3 1:1:214:.1ILE:HD11 1.93 0.49
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2:m:57:LEU:O 2:m:57:LEU:HD23 2.13 0.49
1:¢:182:PRO:C 1:t:184:ASP:H 2.20 0.49
1:B:63:LEU:N 1:B:63:LEU:CD2 2.76 0.49
2:E:50:LEU:HD23 2:E:50:LEU:C 2.37 0.49
3:G:14:DC:02 4:H:24:DG:N2 2.45 0.49
1:J:26:GLN:CG 1:J:31:TRP:HE3 2.25 0.49
1:J:60:ALA:O 1:J:63:LEU:HD23 2.12 0.49
1:J:268: THR:HG22 1:J:270:SER:H 1.77 0.49
1:K:180:ARG:HB3 1:K:181:PRO:HD2 1.95 0.49
2:M:25:LEU:C 2:M:25:LEU:HD23 2.36 0.49
1:Q:88:GLY:HA3 1:R:214:ILE:HD11 1.95 0.49
1:Q:182:PRO:CB 1:Q:188:ALA:HB2 2.42 0.49
1:Q:196:LEU:C 1:Q:196:LEU:HD12 2.37 0.49
1:Q:291:1LE:HD12 1:Q:292:PHE:N 2.27 0.49
1:T:51:SER:OG 3:W:7:-DT:OP1 2.22 0.49
1:b:160: TYR:O 1:b:164: TRP:CD1 2.64 0.49
1:d:221: THR:O 1:d:224:GLN:N 2.38 0.49
4:h:24:DG:H2” 4:h:25:DG:05’ 2.13 0.49
1:1:218:HIS:ND1 1:1:230:ASP:0OD1 2.45 0.49
1:k:241:ASP:O 1:k:245:LEU:HD13 2.13 0.49
1:k:247:VAL:HG23 | 1:k:248:LEU:HD12 1.94 0.49
1:1:247:VAL:HG23 1:1:248:LEU:HD12 1.93 0.49
3:0:13:DC:H42 4:p:24:DG:H1 1.59 0.49
1:q:180:ARG:HG2 1:q:181:PRO:HD3 1.93 0.49
1:q:190:LEU:O 1:q:194:TYR:N 2.41 0.49
1:t:288:LYS:CG 1:t:289:HIS:N 2.74 0.49
3:w:6:DT:OP1 3:w:6:DT:H6 1.96 0.49
4:x:11:DA:H2’ 4:x:12:DA:C8 2.47 0.49
1:C:216:PHE:N 1:C:230:ASP:0OD2 2.39 0.49
2:E:83: THR:CG2 2:E:84:PRO:HD2 2.42 0.49
1:1:142:ARG:NH1 1:B:263:GLY:CA 2.75 0.49
1:J:259: THR:O 1:J:260:GLU:C 2.56 0.49
1:K:107:ILE:HD13 1:K:216:PHE:CE2 2.47 0.49
1:1L:109:LYS:HD3 1:L:141:MET:HA 1.95 0.49
1:L:155:LEU:HD11 | 1:L:159:GLU:OE2 2.13 0.49
1:Q:74:GLY:HA3 1:Q:192:PHE:CD1 2.47 0.49
1:T:288:LYS:CB 1:T:294:TYR:H 2.25 0.49
4:X:19:DG:H2” 4:X:20:DC:05’ 2.12 0.49
1:h:198:ARG:HD2 3:2:31:DG:0O6 2.12 0.49
1:¢:221: THR:HG22 1:¢:221: THR:O 2.11 0.49
1:k:182:PRO:CG 1:k:188:ALA:HB2 2.43 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
1:q:221: THR:O 1:q:221: THR:HG22 2.12 0.49
1:q:272: THR:O 1:q:276:LEU:HG 2.13 0.49
1:r:75:LYS:HE3 3:w:31:DG:OP2 2.12 0.49
1:B:3:THR:HG21 1:B:307:ARG:HH12 1.77 0.49
1:B:137:GLY:C 1:B:139:LEU:H 2.20 0.49
1:C:46:LEU:O 1:C:70:LEU:N 2.42 0.49
1:C:104:ARG:NH2 1:C:219:GLU:OE1 2.42 0.49
1:C:305:GLN:HG3 1:C:319:TYR:OH 2.12 0.49
1:K:239:VAL:O 1:K:243:VAL:HG23 2.13 0.49
1:L:27:GLU:H 1:L:27:GLU:CD 2.20 0.49
3:0:26:DT:H2” 3:0:27:DT:C6 2.48 0.49
1:Q:71: THR:HG22 1:Q:72:GLN:N 2.28 0.49
1:S:30:SER:O 1:S:31:TRP:HB2 2.11 0.49
1:S:68:HIS:CG 1:S:199: THR:OG1 2.65 0.49
1:T:156:ALA:O 1:T:160: TYR:N 2.45 0.49
1:¢:165:GLN:NE2 1:¢:172:TRP:O 2.44 0.49
1:d:63:LEU:O 1:d:63:LEU:HD23 2.12 0.49
3:2:16:DG:H2” 3:g:17:DG:C8 2.48 0.49
1:1:16:LYS:N 1:1:19:ALA:O 2.33 0.49
1:k:107:ILE:HG21 1:k:216:PHE:HD2 1.76 0.49
1:k:258:PHE:O 1:k:266:ARG:N 2.45 0.49
1:1:91:ARG:NH2 1:1:209:GLY:O 2.44 0.49
1:s:167:-MET:HE3 1:5:245:LEU:HD21 1.95 0.49
1:A:177:ARG:HH22 | 1:A:194:TYR:HE2 1.60 0.49
1:B:205:VAL:HG21 | 1:B:228:ILE:HG12 1.94 0.49
2:E:71:ASP:O 2:E:74: THR:HG22 2.12 0.49
1:1:289:HIS:CE1 1:I:291:ILE:HD11 2.47 0.49
1:K:121:ASN:HB3 1:K:324:1ILE:O 2.13 0.49
1:L:119:GLN:HB2 1:L:160: TYR:CE1 2.47 0.49
1:Q:68:HIS:CG 1:Q:199:THR:OG1 2.66 0.49
1:Q:142:ARG:HD2 1:d:263:GLY:CA 2.43 0.49
1:Q:289:HIS:O 1:Q:291:1LE:N 2.46 0.49
1:R:228:ILE:HG22 1:R:232:MET:HE3 1.94 0.49
1:S:18:GLU:HG3 2:V:25:LEU:HD13 1.94 0.49
1:T:234:GLU:OE2 1:T:319:TYR:OH 2.30 0.49
2:V:35:PHE:HE2 3:W:18:DC:H4’ 1.77 0.49
1:c:3: THR:HG23 1:¢c:43:ASP:CG 2.38 0.49
1:¢:220: THR:HG23 1:d:92:LEU:HD11 1.95 0.49
1:d:160: TYR:CZ 1:d:164: TRP:HZ2 2.31 0.49
1:d:182:PRO:C 1:d:184:ASP:H 2.19 0.49
2:£:50:LEU:C 2:£:50.:LEU:HD23 2.38 0.49
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1:1:177:ARG:NH1 1:1:187:ASN:ND2 2.60 0.49
1:j:245:LEU:N 1:j:245:LEU:HD12 2.28 0.49
1:1:286:GLU:OE2 1:1:288:LYS:CA 2.60 0.49
1:1:286:GLU:OE2 1:1:288:LYS:HA 2.13 0.49
2:n:23:PHE:HE2 4:p:23:DG:P 2.36 0.49
1:q:71: THR:HG22 1:q:72:GLN:N 2.28 0.49
1:A:164:TRP:CD1 1:A:167:-MET:HE2 2.47 0.49
1:A:243:VAL:O 1:A:246: THR:HG22 2.13 0.49
1:B:244:VAL:O 1:B:248:LEU:N 2.43 0.49
1:B:283:LEU:N 1:B:283:LEU:HD12 2.27 0.49
1:C:13:LEU:HD22 1:C:20:PHE:HB3 1.95 0.49
1:C:192:PHE:CZ 1:C:276:LEU:HD11 2.48 0.49
1:C:229:LEU:N 1:C:229:LEU:HD12 2.28 0.49
1:J:104:ARG:O 1:J:108:VAL:HG23 2.12 0.49
1:K:61:LEU:HD23 1:K:82:PRO:HA 1.94 0.49
2:M:88:LYS:HD3 2:M:88:LYS:N 2.27 0.49
4:P:24:DG:H2” 4:P:25:DG:0O5’ 2.13 0.49
1:Q:57:LEU:N 1:Q:57:LEU:HD12 2.28 0.49
1:R:26:GLN:O 1:R:27:GLU:C 2.55 0.49
1:R:124:TYR:HB2 | 1:R:133:LEU:HD22 1.94 0.49
1:S:4:LEU:HD12 1:S:5:TYR:N 2.28 0.49
1:S:317:VAL:HG12 1:S:318:VAL:N 2.28 0.49
2:U:88:LYS:O 2:U:88:LYS:CG 2.59 0.49
1:1:295:LYS:O 1:1:296:CYS:SG 2.70 0.49
1:q:45:VAL:C 1:q:46:LEU:HD12 2.37 0.49
1:q:70:LEU:CD2 1:q:76: TYR:HA 2.43 0.49
2:u:34:GLN:NE2 2:v:6:ILE:HD12 2.28 0.49
2:u:50:LEU:HD23 2:u:50:LEU:C 2.38 0.49
1:B:60:ALA:CA 1:B:63:LEU:HD21 2.42 0.49
1:B:133:LEU:C 1:B:134:LYS:HG2 2.38 0.49
1:B:228:.ILE:HG22 1:B:232:MET:HES3 1.94 0.49
2:E:7:TYR:O 2:E:36:SER:HB2 2.13 0.49
1:K:289:HIS:HE1 1:K:291:ILE:HB 1.74 0.49
1:Q:19:ALA:HB2 2:U:28:GLY:HA3 1.95 0.49
1:T:31:TRP:CZ2 3:W:5:DT:H1’ 2.48 0.49
3:W:7:DT:0OP1 3:W:7:DT:H6 1.95 0.49
1:a:288:LYS:O 1:a:293:ASN:CA 2.61 0.49
1:¢:237:ALA:O 1:¢c:241:ASP:HB3 2.13 0.49
1:;j:167-MET:CE 1:j:245:LEU:HD21 2.35 0.49
1:j:191:SER:HB3 3:0:33:DT:H4’ 1.94 0.49
1:k:46:LEU:O 1:k:70:LEU:N 2.44 0.49
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1:1:72: GLN:NE2 4:p:31:DA:N3 2.60 0.49
3:0:24:DC:H2’ 3:0:25:DT:C7 2.43 0.49
4:p:25:DG:H2” 4:p:26:DG:05’ 2.13 0.49
1:q:311:ARG:C 1:q:317:-VAL:HG22 2.38 0.49
1:C:85:SER:HB3 1:C:209:GLY:CA 2.43 0.49
1:C:254:GLN:CG 1:C:255:ARG:H 2.21 0.49
2:M:18:ARG:NH2 2:M:62:GLU:OE2 2.46 0.48
1:S:186:VAL:O 1:S:189:LEU:N 2.46 0.48
1:S:254:GLN:O 1:S:255:ARG:CG 2.57 0.48
1:S:254:GLN:HG3 1:S:255:ARG:N 2.24 0.48
2:V:10:PRO:HB3 4:X:20:DC:0OP2 2.13 0.48
1:b:164:TRP:O 1:b:167:MET:N 2.45 0.48
1:c:73:PHE:CE1 1:¢:266:ARG:HB3 2.47 0.48
1:1:143:GLN:NE2 1:1:148:GLN:OE1 2.46 0.48
1:1:227:MET:HE1 1:1:309:LEU:HD21 1.95 0.48
1:j:91:ARG:NE 1:5:209:GLY:O 2.40 0.48
1:k:73:PHE:CZ 1:k:266:ARG:HB3 2.48 0.48
3:0:12:DC:C2’ 3:0:13:DC:H5’ 2.43 0.48
4:p:19:DG:H2” 4:p:20:DC:05’ 2.12 0.48
1:q:174:PHE:CZ 1:q:177:ARG:HB2 2.48 0.48
1:q:228:ILE:O 1:q:232:MET:N 2.38 0.48
1:q:229:LEU:O 1:q:233:GLU:HG2 2.13 0.48
1:5:41:LEU:C 1:5:65:LEU:HD21 2.38 0.48
1:5:136:ARG:O 1:5:140:VAL:HG23 2.13 0.48
1:D:270:SER:O 1:D:274: THR:HG23 2.13 0.48
1:J:179:ARG:NH2 3:0:33:DT:H2” 2.28 0.48
1:K:317:VAL:HG12 1:K:318:VAL:N 2.28 0.48
3:0:32:DT:02 3:0:32:DT:C2’ 2.61 0.48
1:Q:115:LYS:HD2 1:Q:233:GLU:HB3 1.94 0.48
1:T:116:VAL:HA 1:T:119:GLN:HG2 1.94 0.48
1:T:145: THR:HG23 1:T:148:GLN:H 1.78 0.48
2:V:3:TYR:N 2:V:40:CYS:O 2.46 0.48
3:W:15:DT:H2” 3:W:16:DG:05’ 2.13 0.48
1:c:45:VAL:C 1:¢:46:LEU:HD12 2.38 0.48
1:¢:68:HIS:CG 1:¢:199: THR:OG1 2.66 0.48
1:¢:232:MET:HE3 1:¢:236:ARG:HE 1.78 0.48
1:¢:239:VAL:O 1:¢:243:VAL:HG23 2.12 0.48
1:j:261:SER:C 1:j:262: LEU:HD22 2.37 0.48
1:k:167:MET:HE3 1:k:245:LEU:CD2 2.41 0.48
2:m:31:LYS:HG2 2:m:32:TRP:N 2.28 0.48
1:r:228:.1LE:HG21 1:r:232:MET:HE3 1.94 0.48
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1:5:78:GLY:HA3 1:t:82:PRO:HA 1.94 0.48
1:A:68:HIS:CG 1:A:199: THR:OG1 2.66 0.48
1:A:74:GLY:HA3 1:A:192:PHE:CD1 2.47 0.48
1:B:117:HIS:O 1:B:121:ASN:ND2 2.47 0.48
1:B:228:ILE:HG21 1:B:232:MET:HE3 1.94 0.48
1:D:288:LYS:HG2 1:D:292:PHE:O 2.13 0.48
4:H:25:DG:H2” 4:H:26:DG:0O5’ 2.12 0.48
4:H:34:DT:H2” 4:H:35:DT:C5’ 2.43 0.48
1:1:292:PHE:CE2 1:1:295:LYS:HE3 2.48 0.48
1:1:295:LYS:O 1:1:296:CYS:SG 2.70 0.48
1:J:120: TYR:HB3 1:J:133:LEU:CD1 2.43 0.48
1:Q:82:PRO:O 1:Q:206:HIS:NE2 2.46 0.48
1:S:89:GLN:NE2 1:a:89:GLN:O 2.46 0.48
2:V:4:LEU:HD23 2:V:4:LEU:C 2.38 0.48
1:a:26:GLN:O 1:a:28:ASP:N 2.43 0.48
1:a:121:ASN:ND2 1:a:324:ILE:O 2.46 0.48
1:b:26:GLN:O 1:b:27:GLU:C 2.56 0.48
1:b:125:ARG:NH2 1:b:242:SER:OG 2.45 0.48
1:b:198:ARG:HD2 3:2:31:DG:C6 2.49 0.48
1:b:253:ILE:HB 1:b:255:ARG:HD3 1.95 0.48
1:¢:53: THR:CG2 3:2:8:DG:OP1 2.60 0.48
1:c:161:PHE:CE2 1:¢:177:ARG:HB3 2.48 0.48
l:c:161:PHE:O 1:c:164: TRP:HB2 2.14 0.48
1:d:123:LEU:O 1:d:127:GLY:N 2.46 0.48
1:d:288:LYS:CG 1:d:289:HIS:N 2.76 0.48
2:f:1:MET:N 2:1:71:ASP:0OD1 2.46 0.48
2:1:10:PRO:HA 4:h:20:DC:0P2 2.12 0.48
1:j:212:PRO:HA 1:j:227:MET:HB3 1.95 0.48
1:1:116:VAL:HA 1:1:119:GLN:HG2 1.95 0.48
2:n:33:ARG:NH2 2:n:39:GLU:OE2 2.46 0.48
1:t:107:ILE:HG22 1:t:111:PHE:HE2 1.78 0.48
1:C:91:ARG:NE 1:C:209:GLY:O 2.46 0.48
1:C:107:ILE:HD13 1:C:216:PHE:CE2 2.48 0.48
1:C:239:VAL:HG23 1:C:240:ALA:N 2.28 0.48
3:G:16:DG:H2” 3:G:17:-DG:N7 2.27 0.48
1:1:151:GLY:O 1:1:155:LEU:HD13 2.13 0.48
2:M:34:GLN:CD 2:N:8:ASP:HB2 2.39 0.48
1:Q:201:VAL:HG13 | 1:Q:231:LEU:HD22 1.96 0.48
1:Q:295:LYS:O 1:Q:296:CYS:SG 2.71 0.48
1:T:128:GLN:CG 1:T:163:SER:OG 2.61 0.48
1:b:4:LEU:O 1:b:45:VAL:N 2.46 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:4:LEU:HD12 1:1:5:TYR:H 1.78 0.48
1:3:2:SER:O 1:j:3: THR:HG23 2.13 0.48
1:k:161:PHE:CE2 1:k:177:ARG:HB3 2.48 0.48
1:1:204:ALA:HA 1:1:207:ILE:HD12 1.96 0.48
2:n:5:ILE:HG22 2:n:67:ILE:HD12 1.96 0.48
1:q:122:LEU:HD12 | 1:q:125:ARG:HD3 1.96 0.48
1:q:266:ARG:NE 1:q:267:LEU:O 2.42 0.48
1:5:88:GLY:HA3 1:t:214:1LE:HD11 1.95 0.48
2:v:7:'TYR:HA 2:v:65:VAL:HG22 1.95 0.48
3:w:6:DT:C4’ 3:w:7:DT:H72 2.35 0.48
1:A:18:GLU:OE2 2:E:25:-LEU:HB2 2.14 0.48
1:A:295:LYS:O 1:A:296:CYS:SG 2.71 0.48
1:B:47:LEU:HD23 1:B:71:THR:O 2.13 0.48
1:C:13:LEU:HD21 1:C:22:VAL:CG2 2.43 0.48
1:L:25:LYS:HA 1:L:30:SER:O 2.14 0.48
1:Q:293:ASN:O 1:Q:293:ASN:ND2 2.40 0.48
1:R:161:PHE:HA 1:R:164:TRP:CD1 2.48 0.48
2:U:33:ARG:HD3 2:V:66:CYS:SG 2.53 0.48
2:U:92:ILE:O 2:U:93:ILE:HG23 2.14 0.48
1:¢:42:GLU:OE1 1:¢:300:ARG:NH2 2.44 0.48
1:d:119:GLN:HB2 1:d:160: TYR:CE1 2.48 0.48
1:d:214:ILE:O 1:d:227:MET:HE2 2.13 0.48
4:h:19:DG:H2” 4:h:20:DC:05’ 2.13 0.48
1:j:14:SER:O 1:j:21:HIS:N 2.39 0.48
1:3:136:ARG:NH1 1:j:159:GLU:OE1 2.46 0.48
1:k:314:GLN:O 1:q:87:ASN:HA 2.13 0.48
1:q:196:LEU:C 1:q:196:LEU:HD12 2.38 0.48
1:r:114:GLY:O 1:r:118:ASN:ND2 2.46 0.48
1:1:131:ASN:HB3 1:1:132:PRO:CD 2.43 0.48
1:t:135:GLY:C 1:t:137:GLY:H 2.22 0.48
1:C:220: THR:HG23 1:C:220: THR:O 2.13 0.48
1:D:100:ASP:OD2 1:D:103:GLN:HG3 2.14 0.48
1:1:218:HIS:O 1:1:226:ALA:CB 2.62 0.48
1:J:181:PRO:HG3 1:A:141:MET:O 2.14 0.48
1:K:74:GLY:HA3 1:K:192:PHE:CD1 2.49 0.48
2:N:23:PHE:HD1 2:N:38:PHE:HZ 1.61 0.48
3:0:16:DG:H2” 3:0:17:DG:N7 2.28 0.48
1:Q:37:PRO:HA 2:U:28:GLY:HA2 1.95 0.48
1:Q:70:LEU:HD23 1:Q:76: TYR:HA 1.95 0.48
1:R:146:LEU:O 1:R:149:VAL:N 2.38 0.48
1:S:212:PRO:HA 1:S:227:MET:HB2 1.94 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
1.T:178:PHE:H 1:T:187:ASN:ND2 2.11 0.48
1:a:295:LYS:O 1:a4:296:CYS:SG 2.70 0.48
1:b:198:ARG:HD2 3:¢:31:DG:N1 2.26 0.48
1:¢:127:GLY:O 1:¢:128:GLN:NE2 2.47 0.48
1:1:77:VAL:O 1:j:83:SER:N 2.44 0.48
1:1:180:ARG:HG2 1:1:181:PRO:HD3 1.96 0.48
1:j:122:LEU:O 1:j:126:ARG:N 2.40 0.48
1:k:254:GLN:O 1:k:255:ARG:CG 2.57 0.48
1:1:4:LEU:HD12 1:1:5:TYR:H 1.78 0.48
1:1:35:PRO:O 1:1:36:1LE:HD13 2.14 0.48
1:1:253:ILE:HG22 1:1:254:GLN:N 2.28 0.48
2:m:25:LEU:C 2:m:25:LEU:HD23 2.39 0.48
2:n:9:VAL:O 4:p:20:DC:H3’ 2.13 0.48
3:0:10:DG:H2” 3:0:11:DC:C6 2.49 0.48
1:q:19:ALA:HB2 2:u:28:GLY:HA3 1.96 0.48
1:q:57:LEU:N 1:q:57:LEU:HD12 2.29 0.48
1:t:1:MET:HG3 1:t:2:SER:N 2.29 0.48
1:A:4:LEU:HD12 1:A:5:TYR:H 1.77 0.48
1:B:107:ILE:HG22 1:B:111:PHE:HE2 1.76 0.48
1:C:111:PHE:CD1 1:C:234:GLU:OE2 2.66 0.48
1:J:53: THR:HG23 1:J:56:ALA:H 1.78 0.48
1:J:109:LYS:HD3 1:J:141:MET:HA 1.96 0.48
1:J:190:LEU:N 1:J:190:LEU:HD12 2.29 0.48
2:N:58:ILE:HG23 2:N:63:ASP:0D2 2.14 0.48
1:Q:253:1LE:HG13 1:QQ:254:GLN:N 2.29 0.48
1:R:191:SER:HB3 3:W:33:DT:H4’ 1.96 0.48
1:T:53: THR:HG22 1:T:55:GLU:H 1.78 0.48
1:T:260:GLU:HG3 1:T:265:PHE:CZ 2.49 0.48
4:X:8:DT:C4’ 4:X:9:DG:0OP2 2.61 0.48
1:a:24:LEU:O 1:a:32:LYS:N 2.47 0.48
1:b:115:LYS:NZ 1:b:153:GLU:OE2 2.47 0.48
1:¢:317:VAL:HG12 1:¢:318:VAL:N 2.29 0.48
1:d:27:GLU:CD 1:d:27:GLU:H 2.21 0.48
1:d:288:LYS:HG3 1:d:289:HIS:H 1.76 0.48
1:1:259: THR:HG22 1:1:259: THR:O 2.13 0.48
1:3:198:ARG:HD2 3:0:31:DG:C6 2.49 0.48
1:s:105:LEU:HA 1:5:108:VAL:HG22 1.94 0.48
1:5:254:GLN:O 1:5:255:ARG:CG 2.58 0.48
1:t:4:LEU:HD12 1:4:5:TYR:H 1.79 0.48
2:u:88:LYS:O 2:u:88:LYS:CG 2.61 0.48
1:C:25:LYS:HB3 1:C:31: TRP:HA 1.94 0.48
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:305:GLN:NE2 1:C:321:PRO:HA 2.28 0.48
1:D:72:GLN:NE2 4:H:31:DA:H5’ 2.29 0.48
1:1:239:VAL:HG23 1:1:240:ALA:N 2.28 0.48
1:K:136:ARG:HH21 1:K:155:LEU:CG 2.27 0.48
1:L:205:VAL:HG13 1:L:210:LEU:HB2 1.96 0.48
3:0:6:DT:.C4’ 3:0:7:DT:H72 2.34 0.48
3:0:14:DC:H2” 3:0:15:DT:C6 2.47 0.48
3:0:31:DG:H2’ 3:0:31:DG:N3 2.29 0.48
1:Q:22:VAL:HG12 1:Q:34:GLN:O 2.14 0.48
1:R:253:1ILE:HB 1:R:255:ARG:CD 2.44 0.48
1:S:245:LEU:HD12 1:S:245:LEU:N 2.29 0.48
1:S:301:ALA:HA 1:S:304:LEU:HD12 1.96 0.48
4:X:9:DG:06 4:X:10:DA:N6 2.46 0.48
1:a:70:LEU:HD23 1:a:76:TYR:HA 1.95 0.48
2:e:57:LEU:O 2:e:57:LEU:HD23 2.13 0.48
3:0:19:DG:H2” 3:0:20:DG:0P2 2.14 0.48
1:q:115:LYS:HD2 1:q:233:GLU:HB3 1.95 0.48
1:5:30:SER:O 1:5:31: TRP:HB2 2.12 0.48
1:5:121:ASN:HB3 1:5:324:ILE:O 2.14 0.48
1:t:47:LEU:O 1:t:71: THR:C 2.56 0.48
1:t:28R8:LYS:CG 1:t:289:HIS:H 2.26 0.48
2:uw:4:LEU:C 2:u:4:LEU:HD23 2.38 0.48
2:v:6:1LE:O 2:v:65:VAL:HG13 2.14 0.48
3:w:12:DC:C2’ 3:w:13:DC:HY’ 2.44 0.48
1:C:189:LEU:HD21 1:C:275:PHE:CE1 2.48 0.48
3:G:6:DT:0OP1 3:G:6:DT:H6 1.97 0.48
1:1:122:LEU:O 1:1:125:ARG:HB3 2.13 0.48
1:J:60:ALA:HA 1:J:63:LEU:HD21 1.96 0.48
1:L:69:TYR:O 1:L:70:LEU:HD12 2.14 0.48
1:1:288:LYS:HB3 1:1L:294:TYR:H 1.79 0.48
1:R:123:LEU:O 1:R:128:GLN:N 2.46 0.48
1:b:101:PRO:HA 1:b:104:ARG:HB3 1.95 0.48
1:b:123:LEU:CB 1:b:129:VAL:HG23 2.43 0.48
1:b:199: THR:HG23 3:¢:31:DG:H21 1.78 0.48
1:c:107:ILE:HD13 1:c:216:PHE:HE2 1.78 0.48
4:h:7:-DT:H4’ 4:h:8:DT:0P2 2.14 0.48
1:j:283:LEU:HD12 1:j:283:LEU:N 2.29 0.48
1:k:61:LEU:HD12 1:k:61:LEU:N 2.29 0.48
4:p:24:DG:H2” 4:p:25:DG:05’ 2.13 0.48
1:q:253:1ILE:HG13 1:q:254:GLN:N 2.28 0.48
1:1:40:THR:OG1 1:r:41:LEU:HD12 2.13 0.48
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Atom-1 Atom-2 distance (A) overlap (A)

1:1:233:GLU:OE2 1:1:236:ARG:NH1 2.47 0.48
1:s:111:PHE:CD1 1:5:234:GLU:OE2 2.66 0.48
1:5:288:LYS:HG2 1:5:288:LYS:O 2.14 0.48
3:w:5:DT:H2” 3:w:6:DT:H72 1.96 0.48
3:w:16:DG:H2” 3:w:17:DG:C8 2.49 0.48
1:C:136:ARG:NE 1:C:159:GLU:OE2 2.41 0.48
1:C:301:ALA:O 1:C:305:GLN:HB2 2.13 0.48
1:1:229:LEU:O 1:1:233: GLU:HG2 2.14 0.48
1:J:290:PRO:C 1:J:292:PHE:N 2.72 0.48
1:L:276:LEU:HD12 1:L:276:LEU:N 2.28 0.48
2:M:33:ARG:HD3 2:N:66:CYS:SG 2.54 0.48
1:T:148:GLN:O 1:T:152:ILE:HG12 2.13 0.48
1:T:317:VAL:HG12 1:T:318:VAL:N 2.28 0.48
2:U:3:TYR:CD2 2:U:42:LEU:HD11 2.48 0.48
2:U:10:PRO:HA 3:W:18:DC:HY’ 1.94 0.48
2:V:71:ASP:O 2:V:75:VAL:N 2.46 0.48
3:W:14:DC:C2’ 3:W:15:DT:H71 2.43 0.48
1:c:74:GLY:HA3 1:¢:192:PHE:CD1 2.48 0.48
3:¢:14:DC:H2” 3:g:15:DT:H71 1.95 0.48
1:1:74:GLY:HA3 1:1:192:PHE:CD1 2.49 0.48
4:p:33:DT:H2” 4:p:34:DT:05’ 2.13 0.48
1:q:164:TRP:CD1 1:q:167:MET:HE2 2.49 0.48
1:q:295:LYS:0 1:q:296:CYS:SG 2.72 0.48
1:5:245:LEU:HD12 1:5:245:LEU:N 2.29 0.48
1:t:51:SER:OG 3:w:7:DT:0OP1 2.24 0.48
1:t:129:VAL:C 1:t:131:ASN:N 2.72 0.48
1:t:180:ARG:HB3 4:x:35:DT:H4’ 1.96 0.48
4:x:34:DT:H2” 4:x:35:DT:C5H’ 2.43 0.48
1:A:57:LEU:HD12 1:A:57:LEU:N 2.29 0.48
1:C:107:1ILE:HG21 1:C:216:PHE:CE2 2.49 0.48
1:K:15:LYS:O 3:0:8:.DG:H3’ 2.14 0.47
1:K:139:LEU:HD13 1:K:139:LEU:O 2.13 0.47
1:L:150:ARG:HH21 | 1:L:217:LEU:HD12 1.79 0.47
1:L:190:LEU:N 1:L:190:LEU:HD12 2.29 0.47
1:S:73:PHE:CE1 1:S:266:ARG:HB3 2.48 0.47
2:U:69:VAL:C 2:U:70:LEU:HD22 2.38 0.47
2:V:86:PRO:O 2:V:87:GLU:OE1 2.31 0.47
1:a:148:GLN:O 1:a:152:ILE:HG12 2.13 0.47
1:b:179:ARG:NH2 3:¢:33:DT:H2” 2.29 0.47
1:b:287:PHE:HD2 1:b:287:PHE:O 1.96 0.47
2:¢:44:VAL:O 2:e:47:PHE:N 2.41 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:283:LEU:HD22 1:1:299:ARG:CA 2.44 0.47
1:3:224:GLN:OE1 1:5:103:GLN:NE2 247 0.47
1:k:254:GLN:CG 1:k:255:ARG:H 2.23 0.47
1:q:111:PHE:CD1 1:q:234:GLU:OE2 2.67 0.47
1:5:136:ARG:HA 1:5:139:LEU:HD12 1.96 0.47
1:5:205:VAL:HG21 1:5:212:PRO:HG3 1.95 0.47
3:w:8:DG:HS 3:w:8:DG:05’ 1.96 0.47
1:A:243:VAL:HG13 1:A:244:VAL:N 2.29 0.47
1:B:290:PRO:C 1:B:292:PHE:H 2.22 0.47
3:G:16:DG:H2” 3:G:17:DG:C8 2.49 0.47
1:J:253:ILE:CG2 1:J:254:GLN:N 2.77 0.47
1:Q:197:LEU:HD23 | 1:Q:232:MET:HG2 1.95 0.47
1:Q:247:VAL:O 1:Q:251:ARG:HB2 2.13 0.47
1:R:85:SER:OG 1:R:87:ASN:OD1 2.32 0.47
1:S:57:LEU:HD13 1:S:61:LEU:HD13 1.95 0.47
1:S:215:GLY:HA3 1:S:226:ALA:CB 2.45 0.47
1:b:277:GLY:O 1:b:281:ARG:HG3 2.14 0.47
1:¢:2:SER:O 1:¢:41:LEU:HD23 2.14 0.47
1:d:184:ASP:0OD1 1:d:185:PRO:HD2 2.14 0.47
3:2:31:DG:HS8 3:g:32:DT:H3’ 1.79 0.47
1:3:198:ARG:O 1:3:202: THR:OG1 2.21 0.47
1:k:88:GLY:CA 1:1:214:1ILE:HD11 2.43 0.47
3:0:13:DC:N4 4:p:24:DG:H1 2.12 0.47
1:q:149:VAL:O 1:q:152:1LE:N 2.46 0.47
1:q:180:ARG:CG 1:q:181:PRO:HD3 2.44 0.47
1:t:25:LYS:HZ1 3:w:6:DT:HY’ 1.79 0.47
1:t:113:LYS:HD2 1:t:141:MET:HE2 1.96 0.47
4:x:32:DT:0OP2 4:x:32:DT:H6 1.97 0.47
1:B:60:ALA:O 1:B:65:LEU:HB2 2.13 0.47
1:B:98:HIS:N 1:B:216:PHE:HE1 2.12 0.47
1:B:149:VAL:O 1:B:152:ILE:N 2.43 0.47
1:C:12:VAL:HG22 1:C:51:SER:HB2 1.96 0.47
4:H:33:DT:H2” 4:H:34:DT:05’ 2.13 0.47
1:J:101:PRO:O 1:J:105:LEU:N 2.35 0.47
1:J:120: TYR:HB3 1:J:133:LEU:HB2 1.96 0.47
1:K:46:LEU:O 1:K:70:LEU:N 2.40 0.47
1:K:237:ALA:C 1:K:241:ASP:HB3 2.38 0.47
1:K:259: THR:HB 1:K:265:PHE:CE1 2.50 0.47
1:L:161:PHE:HB3 1:L:174:PHE:HE2 1.79 0.47
1:R:25:LYS:NZ 4:X:8:DT:H1’ 2.29 0.47
1:R:198:ARG:CA 1:R:232:MET:HE2 2.41 0.47
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2:V:50:LEU:C 2:V:50:LEU:HD23 2.38 0.47
1:a:85:SER:HB3 1:a:209:GLY:HA2 1.96 0.47
1:b:8:GLN:NE2 1:b:26:GLN:H 2.11 0.47
1:b:57:LEU:HD12 1:b:57:LEU:N 2.29 0.47
1:b:227:MET:O 1:b:231:LEU:HD13 2.15 0.47
3:2:31:DG:N3 3:2:31:DG:H2’ 2.28 0.47
1:1:53: THR:HG21 4:p:11:DA:OP1 2.14 0.47
1:1:94:GLN:NE2 1:1:211:ASP:O 2.48 0.47
1:1:184:ASP:HB2 1:1:187:ASN:HB2 1.97 0.47
1:k:285:SER:O 1:k:297: THR:HA 2.15 0.47
1:1:285:SER:O 1:1:298:TYR:CD2 2.67 0.47
1:s:3:THR:HG23 1:5:43:ASP:CG 2.40 0.47
1:t:145: THR:HG23 1:t:148:GLN:H 1.79 0.47
1:t:288:LYS:O 1:t:289:HIS:CB 2.62 0.47
3:w:15:DT:H2” 3:w:16:DG:05’ 2.14 0.47
4:x:19:DG:H2” 4:x:20:DC:0¥5’ 2.14 0.47
1:A:182:PRO:HB2 1:A:188:ALA:HB2 1.97 0.47
1:C:236:ARG:O 1:C:241:ASP:HB2 2.13 0.47
1:D:145: THR:HG23 1:D:148:GLN:H 1.80 0.47
1:K:3:THR:HG22 1:K:4:LEU:N 2.30 0.47
1:K:139:LEU:C 1:K:139:LEU:CD1 2.87 0.47
1:1:192:PHE:HD1 4:P:34:DT:H5” 1.78 0.47
1:T:276:LEU:N 1:T:276:LEU:HD12 2.28 0.47
1:¢:247:VAL:HG23 1:¢:248:LEU:CD1 2.45 0.47
1:¢:258:PHE:O 1:¢:266:ARG:HG2 2.15 0.47
1:d:53: THR:HG22 1:d:55:GLU:N 2.29 0.47
1:1:164: TRP:CD1 1:1:167:-MET:HE2 2.49 0.47
1:1:178:PHE:HB3 1:1:181:PRO:HD2 1.96 0.47
1:1:212:PRO:HB2 1:1:225:PRO:HB3 1.96 0.47
1:k:317:VAL:HG12 1:k:318:VAL:N 2.30 0.47
1:1:184:ASP:OD1 1:1:185:PRO:HD2 2.14 0.47
1:q:253:1LE:HG13 1:q:254:GLN:H 1.78 0.47
1:q:254:GLN:C 1:q:256:GLN:H 2.23 0.47
1:5:120: TYR:HB2 1:5:133:LEU:HB2 1.97 0.47
1:5:180:ARG:HB3 1:5:181:PRO:CD 2.45 0.47
1:t:69:TYR:O 1:t:70:LEU:HD12 2.14 0.47
1:A:179:ARG:NH2 1:A:194: TYR:HD2 2.12 0.47
1:C:49:TYR:N 1:C:50:PRO:CD 2.77 0.47
1:C:238:LEU:CD1 | 1:C:239:VAL:HG13 2.44 0.47
2:E:3:TYR:CE2 2:E:47:PHE:CD1 3.02 0.47
2:F:70:LEU:HD12 2:F:70.LEU:N 2.29 0.47
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:K:221:THR:O 1:K:221: THR:HG22 2.14 0.47
1:1:323:VAL:O 1:1:324:1LE:C 2.56 0.47
2:N:12:THR:OG1 2:N:15:GLY:N 2.47 0.47
2:N:47:PHE:O 2:N:50:LEU:N 2.41 0.47
1:Q:73:PHE:O 1:Q:192:PHE:HD1 1.98 0.47
1:R:63:LEU:HD23 1:R:63:LEU:N 2.29 0.47
1:R:68:HIS:CE1 1:R:207:ILE:HA 2.49 0.47
1:R:134:LYS:HD2 1:R:134:LYS:O 2.15 0.47
1:R:262:LEU:CG 1:¢:138:LYS:HD3 2.42 0.47
1:S:189:LEU:O 1:S:189:LEU:HD23 2.14 0.47
1:S:220: THR:HG23 1:S:220: THR:O 2.13 0.47
3:W:8:DG:H8 3:W:8:DG:05’ 1.97 0.47
3:W:19:DG:H2” 3:W:20:DG:0OP2 2.15 0.47
1:a:247:VAL:HG23 | 1:a:248:LEU:HD12 1.97 0.47
1:b:286:GLU:HB3 1:b:296:CYS:O 2.14 0.47
1:¢:258:PHE:O 1:¢:266:ARG:N 2.46 0.47
1:1:291:ILE:HD12 1:1:292:PHE:N 2.29 0.47
1:k:227:MET:HE1 1:k:309:LEU:HD21 1.96 0.47
1:q:18:GLU:OE2 2:w:25:LEU:HB2 2.15 0.47
1:5:68:HIS:CG 1:5:199: THR:OG1 2.67 0.47
1:5:165:GLN:NE2 1:5:172: TRP:O 2.35 0.47
2:v:47:PHE:O 2:v:50:LEU:N 2.46 0.47
1:B:12: VAL:HG23 1:B:23:ALA:HB3 1.97 0.47
1:B:124:TYR:HB2 | 1:B:133:LEU:HD?22 1.97 0.47
1:C:74:GLY:HA3 1:C:192:PHE:CD1 2.49 0.47
4:H:18:DC:H2” 4:H:19:DG:N7 2.28 0.47
4:H:22:DA:H2” 4:H:23:DG:C5’ 2.42 0.47
1:K:17:HIS:O 1:K:18:GLU:HG2 2.15 0.47
1:L:197:LEU:HD21 1:L:235:PHE:HB2 1.97 0.47
3:0:16:DG:N2 4:P:21:DC:C2 2.81 0.47
1:Q:199: THR:HG23 1:Q:200: GLN:N 2.29 0.47
1:R:100:ASP:0OD2 1:R:103:GLN:HG3 2.14 0.47
1:R:228:ILE:HG21 1:R:232:MET:HE3 1.96 0.47
1:R:304:LEU:N 1:R:304:LEU:HD12 2.29 0.47
2:U:44:VAL:O 2:U:47:PHE:N 2.45 0.47
2:U:71:ASP:O 2:U:74:- THR:HG22 2.13 0.47
2:V:12:THR:HG21 2:V:62:GLU:OE2 2.14 0.47
1:c:17:HIS:O 1:¢:18:GLU:HG2 2.14 0.47
4:h:33:DT:H4’ 4:h:34:DT:0OP1 2.13 0.47
1:r:134:LYS:O 1:r:134:LYS:CD 2.63 0.47
1:t:20:PHE:HB2 1:t:36:ILE:HB 1.97 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
2:u:48:ALA:O 2:u:52: THR:HG23 2.15 0.47
2:v:50:LEU:C 2:v:50:LEU:HD23 2.38 0.47
1:C:189:LEU:HD21 | 1:C:275:PHE:HE1 1.78 0.47
1:D:135:GLY:C 1:D:137:GLY:H 2.22 0.47
3:G:32:DT:02 3:G:32:DT:C2’ 2.62 0.47
1:1:16:LYS:N 1:1:19:ALA:O 2.37 0.47
1:I:76:- TYR:HB2 1:1:195:GLY:O 2.15 0.47
1:I:194:TYR:CE1 1:1:236:ARG:HG3 2.50 0.47
1:J:26:GLN:O 1:J:27:GLU:C 2.57 0.47
1:J:79:SER:OG 1:J:81:LEU:HD11 2.15 0.47
1:K:107:ILE:HG21 1:K:216:PHE:HD2 1.79 0.47
1:K:139:LEU:HD21 | 1:K:142:ARG:NH2 2.29 0.47
1:K:258:PHE:O 1:K:266:ARG:HG2 2.13 0.47
1:L:12: VAL:CG2 3:0:6:DT:H5” 2.43 0.47
4:P:32:DT:C2’ 4:P:33:DT:H5” 2.33 0.47
1:S:120: TYR:HB2 1:S:133:LEU:HB2 1.96 0.47
1:T:107:ILE:HG22 1:T:111:PHE:HE2 1.80 0.47
2:U:2.LEU:HD12 2:U:41:PHE:HB2 1.96 0.47
1:a:98:HIS:NE2 1:a:219:GLU:OE1 2.47 0.47
1:a:221:THR:O 1:a:221: THR:HG22 2.15 0.47
1:a4:225:PRO:O 1:a:229:LEU:HD13 2.14 0.47
1:b:60:ALA:HA 1:b:63:LEU:HD21 1.96 0.47
1:c:13:LEU:CD2 1:¢:22:VAL:HG22 2.44 0.47
1:c:23:ALA:HBI1 1:¢:31:TRP:HB3 1.96 0.47
1:d:110:ALA:HB1 1:d:321:PRO:HD3 1.97 0.47
1:d:212:PRO:O 1:d:227:MET:N 2.43 0.47
1:d:286:GLU:OE2 1:d:288:LYS:CA 2.63 0.47
1:1:57:LEU:O 1:1:60:ALA:N 2.48 0.47
1:k:133:LEU:N 1:k:133:LEU:HD23 2.28 0.47
1:k:247:VAL:HG23 1:k:248:LEU:CD1 2.45 0.47
1:k:268: THR:HG22 1:k:269:ASP:O 2.14 0.47
1:I:5:TYR:OH 1:1:303:GLU:OE1 2.26 0.47
1:1:181:PRO:HG3 1:q:141:MET:0O 2.15 0.47
1:1:221: THR:CG2 1:q:96:ARG:HD2 2.45 0.47
4:p:33:DT:H4’ 4:p:34:DT:OP1 2.13 0.47
1:q:139:LEU:HG 1:q:139:LEU:O 2.15 0.47
1:5:59:TYR:CE2 1:5:63:LEU:HD11 2.49 0.47
4:x:8:DT:C4’ 4:x:9:DG:0P2 2.62 0.47
1:A:213:TYR:HA 1:A:225:PRO:HA 1.96 0.47
1:B:42:GLU:OE2 1:B:86:ARG:CZ 2.61 0.47
1:B:205:VAL:HG13 | 1:B:210:LEU:HB2 1.97 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:24:LEU:N 1:C:31:TRP:O 2.48 0.47
1:C:189:LEU:CD2 | 1:C:244:VAL:HG22 2.45 0.47
1:C:210:LEU:HD13 | 1:C:227:MET:HE2 1.96 0.47
1:C:241:ASP:O 1:C:245:LEU:HD13 2.15 0.47
3:G:15:DT:H2” 3:G:16:DG: 05’ 2.14 0.47
3:G:28:DC:H42 4:H:9:DG:H1 1.61 0.47
1:J:253:ILE:HG22 1:J:254:GLN:H 1.78 0.47
1:J:283:LEU:HB3 1:J:299:ARG:HB2 1.96 0.47
1:J:28R8:LYS:CE 1:J:290:PRO:HG2 2.32 0.47
1:K:189:LEU:HD21 1:K:275:PHE:CE1 2.50 0.47
1:L:129:VAL:CG2 1:1L:133:LEU:HD13 2.32 0.47
1:Q:221:THR:O 1:Q:221: THR:HG22 2.14 0.47
1:a:139:LEU:HG 1:a:139:LEU:O 2.14 0.47
l:a:178:PHE:HB3 1:a:181:PRO:HD2 1.96 0.47
1:¢:269:ASP:O 1:¢:270:SER:HB2 2.15 0.47
1:d:145: THR:HG22 1:d:148:GLN:CG 2.44 0.47
3:2:32:DT:C2’ 3:¢:32:DT:02 2.63 0.47
1:1:261:SER:O 1:1:264:ALA:N 2.48 0.47
1:j:26:GLN:O 1:j:27:GLU:C 2.58 0.47
1:k:132:PRO:HB3 1:k:134:LYS:NZ 2.30 0.47
1:1:43:ASP:0OD2 1:1:307:ARG:NH1 2.46 0.47
1:1:101:PRO:O 1:1:105:LEU:N 2.37 0.47
3:0:32:DT:02 3:0:32:DT:C2’ 2.63 0.47
1:q:123:LEU:HD12 1:q:123:LEU:N 2.30 0.47
1:q:156:ALA:O 1:q:160: TYR:N 2.47 0.47
1:s:17:HIS:O 1:s:18:GLU:HG2 2.15 0.47
1:t:111:PHE:CD1 1:t:230:ASP:O 2.68 0.47
2:u:71:ASP:O 2:u:75:VAL:HG23 2.15 0.47
1:A:144:GLN:HG2 1:A:144:GLN:O 2.15 0.47
3:G:8:DG:H8 3:G:8:DG: 0% 1.98 0.47
1:J:69:TYR:O 1:J:70:LEU:HD12 2.14 0.47
1:K:30:SER:O 1:K:31:TRP:HB2 2.15 0.47
1:K:107:ILE:HG21 1:K:216:PHE:CD2 2.50 0.47
1:L:288:LYS:HE2 1:L:292:PHE:CE2 2.50 0.47
2:N:15:GLY:HA2 2:N:18:ARG:CZ 2.45 0.47
1:Q:87:ASN:HA 1:¢:314:GLN:O 2.14 0.47
1:Q:247:VAL:HG23 | 1:Q:248:LEU:HD12 1.97 0.47
1:R:224:GLN:NE2 1:¢:103:GLN:OE1 2.48 0.47
2:U:32:TRP:NE1 2:U:34:GLN:O 2.48 0.47
3:W:6:DT:0OP1 3:W:6:DT:H6 1.98 0.47
1:a:57:LEU:N 1l:a:57:LEU:HD12 2.30 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:¢:229:LEU:N 1:¢:229:LEU:HD12 2.30 0.47
1:d:311:ARG:O 1:d:316:GLY:N 2.48 0.47
1:1:194:TYR:CE1 1:1:236:ARG:HG3 2.49 0.47
1:j:268: THR:HG22 1:j:270:SER:H 1.79 0.47
1:1:160: TYR:CZ 1:1:164: TRP:HZ2 2.32 0.47
1:1:311:ARG:NE 1:1:315:GLU:OE1 2.47 0.47
1:s:53: THR:CG2 3:w:8:DG:OP1 2.60 0.47
1:t:63:LEU:O 1:t:63:LEU:HD23 2.14 0.47
1:A:151:GLY:O 1:A:155:LEU:HD13 2.15 0.47
1:I1:13:LEU:HD23 1:I:13:LEU:C 2.40 0.47
1:K:139:LEU:CD2 | 1:K:142:ARG:HH22 2.28 0.47
1:K:231:LEU:HD23 1:K:231:LEU:C 2.40 0.47
1:K:258:PHE:O 1:K:266:ARG:N 2.48 0.47
1:K:285:SER:O 1:K:297:THR:HA 2.15 0.47
2:M:33:ARG:HE 2:M:39:GLU:CD 2.23 0.47
3:0:31:DG:H8 3:0:32:DT:C3’ 2.21 0.47
1:Q:45:VAL:C 1:Q:46:LEU:HD12 2.39 0.47
1:Q:156:ALA:O 1:Q:160:TYR:N 2.48 0.47
1:S:98:HIS:ND1 1:S:215:GLY:O 2.48 0.47
1:a:151:GLY:O 1l:a:155:LEU:HD13 2.15 0.47
1:a:227:-MET:CE 1:a:309:LEU:CD2 2.93 0.47
1:b:41:LEU:N 1:b:41:LEU:HD12 2.29 0.47
1:¢:46:LEU:O 1:¢:70:LEU:N 2.44 0.47
1:1:142:ARG:NH1 1:t:262:LEU:O 2.48 0.47
1:j:101:PRO:HA 1:j:104:ARG:HB3 1.96 0.47
1:j:145:THR:O 1:3:149:VAL:HG23 2.15 0.47
1:j:205:VAL:HG13 1:j:210:LEU:HB2 1.97 0.47
1:k:105:LEU:HA 1:k:108:VAL:HG22 1.96 0.47
1:k:199: THR:HG23 1:k:200:GLN:N 2.30 0.47
1:1:148:GLN:O 1:1:152:1ILE:HG12 2.15 0.47
2:m:9:VAL:O 2:m:19:ARG:NH2 2.48 0.47
2:m:9:VAL:HG13 2:m:10:PRO:HD2 1.97 0.47
2:m:79:ILE:O 2n:67:ILE:N 2.48 0.47
1:q:7:THR:HG22 1:q:47:LEU:CD1 2.45 0.47
1:q:199: THR:HG23 1:q:200: GLN:N 2.29 0.47
1:q:289:HIS:O 1:q:291:ILE:N 2.48 0.47
1:r:81:LEU:HD12 1:r:81:LEU:N 2.30 0.47
1:t:129:VAL:HB 1:t:131:ASN:OD1 2.15 0.47
2:u:6:ILE:O 2:u:65:VAL:HG13 2.15 0.47
1:A:253:ILE:HG13 1:A:254:GLN:N 2.30 0.47
1:A:277:GLY:O 1:A:281:ARG:HG3 2.15 0.47
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1:D:178:PHE:H 1:D:187:ASN:ND2 2.12 0.47
1:D:227:MET:O 1:D:231:LEU:HD13 2.15 0.47
1:1:19:ALA:HB2 2:M:28:GLY:HA3 1.97 0.46
1:L:295:LYS:O 1:L:296:CYS:SG 2.72 0.46
1:Q:229:LEU:O 1:Q:233:GLU:HG2 2.14 0.46
1:S:101:PRO:O 1:S:105:LEU:HD13 2.15 0.46
1:T:43:ASP:0OD2 1:T:307:ARG:NH1 2.49 0.46
1:T:122:.LEU:HD22 1:T:237:ALA:O 2.15 0.46
2:1:58:1ILE:HG23 2:1:63:ASP:0D2 2.15 0.46
1:1:118:ASN:CB 1:1:238:LEU:HD21 2.38 0.46
1:1:215:GLY:HA3 1:1:230:ASP:0D2 2.15 0.46
2:m:4:LEU:HD22 2m:68: TYR:HD2 1.81 0.46
1:1:288:LYS:HB3 1:1:293:ASN:O 2.16 0.46
4:x:33:DT:H72 4:x:35:DT-HY 1.96 0.46
1:B:52:ILE:HD13 1:B:57.LEU:HD11 1.97 0.46
1:C:302:ILE:HD12 1:C:302:1LE:H 1.79 0.46
1:D:122:LEU:HD12 | 1:D:125:ARG:NH1 2.29 0.46
2:F:32:TRP:O 2:F:33:ARG:NH1 2.48 0.46
4:H:9:DG:H8 4:H:9:DG:0OP1 1.98 0.46
1:1:74:GLY:HA3 1:1:192:PHE:CD1 2.50 0.46
1:J:71:THR:OG1 3:0:30:DA:OP1 2.30 0.46
1:K:5:TYR:CE2 1:K:280:ASP:OD2 2.68 0.46
1:K:117:HIS:NE2 1:K:134:LYS:HE3 2.30 0.46
1:L:115:LYS:HD2 1:1:233:GLU:HB3 1.97 0.46
1:L:149:VAL:O 1:L:152:ILE:N 2.44 0.46
1:Q:92:LEU:O 1:Q:96:ARG:N 2.35 0.46
1:Q:150:ARG:NH2 1:Q:217:-LEU:O 2.48 0.46
1:R:139:LEU:HD23 1:R:139:LEU:O 2.15 0.46
1:S:45:VAL:HG12 1:S:47:LEU:CD1 2.46 0.46
1:S:250:GLN:OE1 1:S:250: GLN:N 2.49 0.46
1:b:198:ARG:CA 1:b:232:MET:HE2 2.43 0.46
1:d:113:LYS:NZ 1:d:320:GLU:OE2 2.45 0.46
2:¢:71:ASP:O 2:e:74: THR:HG22 2.16 0.46
3:g:15:DT:H2” 3:¢:16:DG:0O5’ 2.15 0.46
1:1:258: PHE:HB3 1:1:260:GLU:OE1 2.14 0.46
1:k:213:TYR:O 1:k:220: THR:OG1 2.32 0.46
1:k:237:ALA:O 1:k:241:ASP:HB3 2.15 0.46
1:1:137:GLY:O 1:1:139:LEU:N 2.48 0.46
1:q:25:LYS:HA 1:q:31:TRP:HA 1.96 0.46
1:q:218:HIS:O 1:q:226:ALA:CB 2.63 0.46
1:q:218:HIS:HB2 1:q:226:ALA:HB1 1.96 0.46
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1:1:104:ARG:NE 1:r:216:PHE:O 2.32 0.46
3:w:23:DG:N2 3:w:24:DC:H1’ 2.31 0.46
1:C:90:LEU:HB2 1:C:314:GLN:NE2 2.30 0.46
2:E:33:ARG:NH2 2:E:39:GLU:OE2 2.49 0.46
2:F:7"TYR:HA 2:F:65:VAL:HG22 1.95 0.46
3:G:14:DC:H2” 3:G:15:DT:H71 1.98 0.46
1:1:68:HIS:CG 1:1:199: THR:OG1 2.67 0.46
2:M:7"TYR:O 2:M:36:SER:HB2 2.14 0.46
1:Q:85:SER:HB3 1:Q:209:GLY:CA 2.45 0.46
1:Q:123:LEU:HD12 1:Q:123:LEU:N 2.30 0.46
1:R:222:ARG:N 1:¢:313:LEU:O 2.41 0.46
1:T:4:LEU:HD12 1:T:5:TYR:H 1.81 0.46
2:U:10:PRO:O 2:U:19:ARG:NH2 2.37 0.46
1:b:177:ARG:NH2 1:b:191:SER:OG 2.46 0.46
1:¢:204:ALA:HB1 1:¢:303:GLU:HA 1.97 0.46
1:¢:254:GLN:O 1:¢:255:ARG:CG 2.57 0.46
1:d:92:LEU:HB3 1:d:96:ARG:HE 1.79 0.46
1:d:114:GLY:HA3 1:d:321:PRO:HB2 1.96 0.46
3:2:10:DG:H2” 3:2:11:DC:C6 2.50 0.46
1:1:6:LEU:HD23 1:1:6:LEU:C 2.41 0.46
1:1:26:GLN:O 1:1:28:ASP:N 2.44 0.46
1:1:122:LEU:O 1:1:125:ARG:HB3 2.14 0.46
1:q:70:LEU:HD23 1:q:76: TYR:HA 1.97 0.46
1:q:225:PRO:HB2 1:q:228:1LE:HD12 1.98 0.46
1:t:12:VAL:HG23 3:w:6:DT:H5” 1.96 0.46
1:t:288:LYS:HB3 1:t:294:TYR:H 1.81 0.46
2:u:69:VAL:C 2:u:70:LEU:HD22 2.41 0.46
1:D:4:LEU:HD12 1:D:5:TYR:N 2.29 0.46
1:1:254:GLN:C 1:1:256: GLN:H 2.23 0.46
1:1:311:ARG:O 1:1:316:GLY:N 2.49 0.46
1:L:282:LYS:O 1:L:298:TYR:HD2 1.99 0.46
3:0:8:DG:H2’ 3:0:9:DT:H71 1.98 0.46
1:R:64:GLY:C 1:R:82:PRO:HG3 2.40 0.46
1:S:90:LEU:HB2 1:S:314:GLN:NE2 2.29 0.46
1:T:182:PRO:C 1:T:184:ASP:H 2.23 0.46
1:a:50:PRO:O 1:b:54:GLY:HA3 2.16 0.46
1:b:167:MET:CE 1:b:245:LEU:HD21 2.37 0.46
1l:c:161:PHE:HE2 1:c:177:ARG:HB3 1.81 0.46
1:¢:285:SER:HB2 1:¢:298: TYR:CE2 2.51 0.46
1:d:129:VAL:HG21 1:d:133:LEU:CD1 2.46 0.46
1:k:269:ASP:O 1:k:270:SER:HB2 2.16 0.46
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4:p:7:-DT:OP1 4:p:7:DT:H4’ 2.15 0.46
1:5:47:LEU:HD12 1:5:47:-LEU:N 2.30 0.46
1:5:189:LEU:O 1:5:189:LEU:HD23 2.14 0.46
1:5:289:HIS:O 1:5:291:1LE:N 2.42 0.46
2:v:5:ILE:HG22 2:v:67:ILE:CD1 2.45 0.46
1:A:107:ILE:CG2 1:A:111:PHE:HE2 2.29 0.46
1:A:291:ILE:HD12 1:A:292:PHE:N 2.31 0.46
1:B:131:ASN:HB3 1:B:132:PRO:HD3 1.96 0.46
1:B:301:ALA:HA 1:B:304:LEU:HD13 1.98 0.46
1:C:149:VAL:O 1:C:152:ILE:HB 2.15 0.46
1:C:167:-MET:CE 1:C:245:LEU:HD21 2.45 0.46
2:E:6:ILE:HA 2:E:36:SER:O 2.15 0.46
2:E:35:PHE:CD2 2:F:8:ASP:0OD1 2.68 0.46
2:F:3:TYR:N 2:F:40:CYS:O 2.45 0.46
1:1:240:ALA:HA 1:1:243:VAL:HG12 1.98 0.46
1:K:3:THR:HG23 1:K:43:ASP:CG 2.39 0.46
1:K:25:LYS:HE3 1:K:28:ASP:CB 2.44 0.46
1:K:260:GLU:O 1:K:261:SER:OG 2.29 0.46
1:L:63:LEU:HD22 1:L:65:LEU:HD12 1.98 0.46
1:L:286:GLU:OE2 1:L:288:LYS:N 2.48 0.46
3:0:24:DC:H2’ 3:0:25:DT:C7 2.44 0.46
1:Q:111:PHE:CD1 | 1:Q:234:GLU:OE2 2.68 0.46
1:Q:261:SER:O 1:Q:262:LEU:C 2.59 0.46
1:R:52:ILE:HD13 1:R:57:LEU:HD11 1.97 0.46
1:T:164:TRP:O 1:T:167:-MET:N 2.49 0.46
1:b:191:SER:HB3 3:2:33:DT:05’ 2.16 0.46
1l:c:1:MET:HG3 1:c:1:MET:O 2.14 0.46
1:d:218:HIS:O 1:d:226:ALA:HB1 2.16 0.46
1:1:73:PHE:O 1:1:192:PHE:HD1 1.98 0.46
2:n:25:LEU:O 2:n:28:GLY:N 2.38 0.46
1:t:45:VAL:C 1:t:46:LEU:HD12 2.40 0.46
1:A:177:ARG:HD2 1:A:177:ARG:C 2.40 0.46
1:B:25:LYS:HE2 1:B:25:LYS:HA 1.97 0.46
1:B:164:TRP:O 1:B:168:LEU:HD12 2.16 0.46
1:C:15:LYS:O 3:G:8:DG:H5” 2.15 0.46
1:D:225:PRO:CB 1:D:228:ILE:HD12 2.45 0.46
4:H:19:DG:HS8 4:H:19:DG:0P2 1.99 0.46
1:1:15:LYS:NZ 4:P:12:DA:OP1 2.28 0.46
1:1:280:ASP:O 1:1:284:SER:N 2.49 0.46
1:J:115:LYS:HD2 1:J:233:GLU:HB3 1.98 0.46
1:J:139:LEU:HD23 1:J:139:LEU:O 2.16 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
1:J:291:ILE:HD12 1:5:171:GLU:CD 2.41 0.46
1:1:164: TRP:HA 1:L:167:-MET:HB3 1.97 0.46
1:L:189:LEU:N 1:1L:189:LEU:HD12 2.30 0.46
1:T:196:LEU:HD12 1:T:196:LEU:N 2.30 0.46
1:a:244:VAL:HA 1:a:247:VAL:HG22 1.97 0.46
1:d:115:LYS:HD?2 1:d:233:GLU:HB3 1.97 0.46
1:1:68:HIS:CG 1:1:199: THR:OG1 2.69 0.46
1:j:133:LEU:H 1:j:133:LEU:HD23 1.81 0.46
1:k:1:MET:HG3 1:k:1:MET:O 2.15 0.46
1:k:17:HIS:O 1:k:18:GLU:HG2 2.15 0.46
2:v:70:LEU:HD12 2:v:70:LEU:N 2.31 0.46
3:w:23:DG:H21 3:w:24:DC:HT’ 1.81 0.46
1:B:26:GLN:CG 1:B:31: TRP:HE3 2.28 0.46
1:C:17:HIS:N 3:G:9:DT:0OP2 2.49 0.46
1:D:229:LEU:O 1:D:233:GLU:HG2 2.15 0.46
1:L:31: TRP:CZ2 3:0:5:DT:HT’ 2.51 0.46
1:S:204:ALA:HA 1:S:207:ILE:HD12 1.97 0.46
1:S:289:HIS:O 1:S:292:PHE:O 2.34 0.46
1:T:120:TYR:HB3 | 1:T:133:LEU:HD21 1.97 0.46
1:T:145:THR:HG22 | 1:T:148:GLN:HG3 1.96 0.46
l:a:4:LEU:O 1:a:45:VAL:N 2.49 0.46
1:5:27:GLU:O 1:3:28:ASP:HB2 2.16 0.46
1:j:304:LEU:N 1:j:304:LEU:HD12 2.30 0.46
1:k:229:LEU:N 1:k:229:LEU:HD12 2.31 0.46
1:r:85:SER:OG 1:1:87:ASN:OD1 2.33 0.46
1:1:283:LEU:HD12 1:1:283:LEU:N 2.31 0.46
1:5:294:TYR:O 1:5:295:LYS:HB2 2.15 0.46
1:D:247:-VAL:HG23 | 1:D:248:LEU:HD12 1.97 0.46
2:F:18:ARG:NH1 2:F:59:LYS:HE3 2.31 0.46
1:J:41:LEU:N 1:J:41:LEU:HD12 2.31 0.46
1:L:253:ILE:HG22 1:L:254:GLN:N 2.30 0.46
2:M:34:GLN:NE2 2:N:6:ILE:HD12 2.30 0.46
4:P:19:DG:H2” 4:P:20:DC:0%’ 2.16 0.46
2:V:70:LEU:HD12 2:V:70:LEU:N 2.30 0.46
1:a:215:GLY:HA3 1:a:230:ASP:0OD2 2.16 0.46
1:b:179:ARG:HH21 3:2:33:DT:H2” 1.81 0.46
1:¢:213:TYR:HA 1:¢:225:PRO:HA 1.98 0.46
1:¢:269:ASP:C 1:¢:271:ALA:H 2.24 0.46
1:d:145: THR:HG22 1:d:148:GLN:CD 2.41 0.46
1:d:164: TRP:O 1:d:167:MET:N 2.47 0.46
1:d:190:LEU:HD12 1:d:190:LEU:N 2.31 0.46
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2:¢:33:ARG:NH2 2:¢:39:GLU:OE2 2.48 0.46
2:1:33:ARG:CZ 2:1:39:GLU:OE2 2.64 0.46
1:j:134:LYS:O 1:j:134:LYS:CD 2.63 0.46
1:j:289:HIS:N 1:j:290:PRO:HD2 2.31 0.46
1:k:239:VAL:O 1:k:243:VAL:HG23 2.16 0.46
1:1:168: LEU:HD21 1:1:245:LEU:CD2 2.46 0.46
1:q:49:TYR:CD1 1:r:58:GLY:HA3 2.51 0.46
1:q:292:PHE:HE2 1:q:295:LYS:HB2 1.80 0.46
1:5:130:ASP:O 1:5:131:ASN:C 2.58 0.46
1:5:287:PHE:CE1 1:5:296:CYS:O 2.68 0.46
1:t:148:GLN:O 1:t:152:ILE:HG12 2.15 0.46
3:w:14:DC:H2” 3:w:15:DT:Ch 2.51 0.46
3:w:32:DT:C2’ 3:w:32:DT:02 2.64 0.46
1:A:262:LEU:HD13 1:A:262:LEU:C 2.41 0.46
1:B:288:LYS:HB3 1:B:293:ASN:O 2.15 0.46
2:F:25:LEU:O 2:F:28:GLY:N 2.40 0.46
1:1:110:ALA:O 1:1:321:PRO:HG2 2.16 0.46
1:L:100:ASP:0D2 1:L:103:GLN:HG3 2.16 0.46
2:N:21:ARG:NH2 3:0:10:DG:HY’ 2.30 0.46
3:0:18:DC:H2” 3:0:19:DG:05’ 2.16 0.46
1:S:14:SER:O 1:S:20:PHE:HA 2.16 0.46
1:S:288:LYS:HG2 1:S:288:LYS:O 2.16 0.46
1l:a:6:LEU:HD23 1l:a:6:LEU:C 2.41 0.46
1:a:45:VAL:C 1:a:46:LEU:HD12 2.40 0.46
1:b:201:VAL:CG1 1:b:228:ILE:HG23 2.45 0.46
1:b:304:LEU:N 1:b:304:LEU:HD12 2.30 0.46
1:¢:90:LEU:HB2 1:¢:314:GLN:NE2 2.31 0.46
1:j:60:ALA:HA 1:j:63:LEU:HD21 1.98 0.46
1:k:5:TYR:CD1 1:k:276:LEU:HD23 2.51 0.46
1:k:94:GLN:NE2 1:k:227:-MET:HG3 2.30 0.46
1:1:27:GLU:CD 1:1:27:GLU:H 2.24 0.46
3:w:5:DT:C2 3:w:6:DT:H72 2.46 0.46
1:B:120: TYR:CE2 1:B:135:GLY:HA3 2.51 0.46
1:C:17:HIS:O 1:C:18:GLU:HG2 2.16 0.46
1:C:294:TYR:O 1:C:295:LYS:HB2 2.16 0.46
1:J:47:LEU:HD23 1:J:71:THR:O 2.16 0.46
1:K:221: THR:HA 1:L:89:GLN:NE2 2.31 0.46
1:L:116:VAL:HA 1:L:119:GLN:HG2 1.98 0.46
1:R:12:VAL:HG12 1:R:51:SER:HB2 1.98 0.46
1:R:117:HIS:NE2 1:R:137:GLY:HA3 2.31 0.46
1:R:134:LYS:O 1:R:134:LYS:CD 2.64 0.46
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1:S:107:ILE:HG21 1:S:216:PHE:CD2 2.51 0.46
1:T:124:TYR:C 1:T:124:TYR:CD2 2.93 0.46
1:b:81:LEU:HD12 1:b:81:LEU:N 2.31 0.46
1:¢:239:VAL:CG2 1:¢:240:ALA:N 2.79 0.46
2:£: 7. TYR:CE2 2::36:SER:HA 2.51 0.46
1:k:5: TYR:HE2 1:k:280:ASP:0D2 1.99 0.46
1:r:64:GLY:C 1:r:82:PRO:HG3 2.41 0.46
1:1:227:MET:O 1:r:231:LEU:HD13 2.16 0.46
1:1:290:PRO:C 1:r:292:PHE:H 2.23 0.46
1:5:90:LEU:HB2 1:5:314:GLN:NE2 2.30 0.46
1:A:86:ARG:HD3 1:B:223:GLY:HA3 1.98 0.46
1:C:53: THR:CG2 3:G:8:DG:OP1 2.62 0.46
1:C:222:ARG:O 1:C:222:ARG:HG2 2.16 0.46
1:D:189:LEU:N 1:D:189:LEU:HD12 2.31 0.46
2:E:34:GLN:CD 2:F:8:ASP:HB2 2.41 0.46
2:E:75:VAL:HA 2:E:78: THR:HG23 1.98 0.46
1:K:315:GLU:O 1:C:86:ARG:NE 2.48 0.45
2:M:71:ASP:O 2:M:75:VAL:HG23 2.16 0.45
4:P:34:.DT:H2” 4:P:35:DT:C5’ 2.46 0.45
1:T:260:GLU:HG3 1:T:265:PHE:HZ 1.81 0.45
1:a:78:GLY:HA3 1:b:82:PRO:HA 1.97 0.45
1:b:100:ASP:0OD2 1:b:103:GLN:HG3 2.16 0.45
1:¢:94:GLN:NE2 1:¢:227:-MET:HG3 2.31 0.45
1:d:135:GLY:C 1:d:137:GLY:H 2.23 0.45
1:d:137:GLY:O 1:d:139:LEU:N 2.49 0.45
1:1:24:LEU:O 1:1:32:LYS:N 2.49 0.45
1:1:151:GLY:O 1:1:155:LEU:HD13 2.16 0.45
1:1:221:THR:O 1:1:221: THR:HG22 2.16 0.45
1:1:288:LYS:O 1:1:289:HIS:HB3 2.16 0.45
1:j:220: THR:HG23 1:j:220: THR:O 2.16 0.45
1:j:255:ARG:H 1:j:255:ARG:HD2 1.81 0.45
1:j:267:LEU:N 1:j:267:LEU:HD12 2.31 0.45
1:r:42:GLU:OE2 1:1:86:ARG:CZ 2.64 0.45
1:A:16:LYS:O 1:A:17:HIS:C 2.59 0.45
1:C:30:SER:O 1:C:31:TRP:HB2 2.16 0.45
2:E:34:GLN:NE2 2:F:6:1LE:HD12 2.31 0.45
2:F:5:ILE:CG2 2:F:67:ILE:HD12 2.46 0.45
1:1:145: THR:HG22 1:1:148:GLN:CD 2.40 0.45
1:1:253:ILE:HG13 1:1:254:GLN:N 2.31 0.45
1:J:81:LEU:HD12 1:J:81:LEU:N 2.32 0.45
1:J:179:ARG:HH21 3:0:33:DT:H2” 1.80 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
1:J:198:ARG:CD 3:0:31:DG:N1 2.74 0.45
1:K:13:LEU:HD21 1:K:22:VAL:HG22 1.97 0.45
1:Q:164:TRP:CD1 | 1:Q:167:-MET:HE2 2.50 0.45
1:R:1:MET:N 1:R:40:THR:O 2.41 0.45
1:S:17:HIS:O 1:S:18:GLU:HG2 2.16 0.45
1:S:185:PRO:O 1:S:188:ALA:HB3 2.16 0.45
1:S:189:LEU:HD23 1:S:189:.LEU:C 2.41 0.45
1:S:272: THR:O 1:S:276:LEU:HD13 2.16 0.45
3:W:12:DC:C2’ 3:W:13:DC:H5’ 2.46 0.45
1:b:148:GLN:O 1:b:152:ILE:HG12 2.16 0.45
1:1:13:LEU:HD23 1:1:13:LEU:C 2.41 0.45
1:j:65:LEU:HD12 1:j:65:LEU:N 2.31 0.45
1:j:69:TYR:O 1:j:70:LEU:HD12 2.16 0.45
1:j:120: TYR:HB3 1:j:133:LEU:CD1 2.46 0.45
1:3:277:GLY:O 1:j:281:ARG:HG3 2.16 0.45
1:q:261:SER:O 1:q:262:LEU:C 2.60 0.45
1:r:49:TYR:N 1:r:50:PRO:HD3 2.32 0.45
1:r:259: THR:O 1:r:261:SER:N 2.49 0.45
1:8:205:VAL:O 1:5:209:GLY:N 2.49 0.45
4:x:33:DT:H4’ 4:x:34:DT:0OP1 2.16 0.45
1:A:16:LYS:HG3 1:A:17:HIS:H 1.81 0.45
1:A:201:VAL:HG13 | 1:A:231:LEU:HD22 1.97 0.45
1:D:146:LEU:HD21 1:D:150:ARG:CZ 2.46 0.45
2:F:71:ASP:C 2:F:75:VAL:HG23 2.41 0.45
3:G:19:DG:H2” 3:G:20:DG:0OP2 2.17 0.45
1:1:109:LYS:HB3 1:1:141:MET:SD 2.57 0.45
1:K:5:TYR:HE2 1:K:280:ASP:0OD2 1.99 0.45
1:Q:180:ARG:CG 1:Q:181:PRO:HD3 2.46 0.45
1:R:49:TYR:N 1:R:50:PRO:HD3 2.32 0.45
1:S:167:MET:HE3 1:S:245:LEU:HD21 1.98 0.45
1:S:286:GLU:O 1:S:287:PHE:CD1 2.70 0.45
1:T:120:TYR:CG 1:T:133:LEU:HD11 2.51 0.45
l:a:1:MET:H2 1:a:299:ARG:NH2 2.14 0.45
l:a:5:TYR:CD2 2:¢:92:ILE:HG12 2.51 0.45
1:b:16:LYS:N 1:b:19:ALA:O 2.36 0.45
1:b:291:1ILE:HG23 1:b:292:PHE:N 2.31 0.45
2:¢:9:VAL:HG13 2:¢:10:PRO:HD2 1.98 0.45
1:1:244:VAL:O 1:1:248:LEU:HD13 2.16 0.45
1:k:53: THR:CG2 3:0:8:DG:0OP1 2.60 0.45
1:q:68:HIS:CD2 1:q:199:THR:OG1 2.70 0.45
1:5:128:GLN:NE2 1:5:166:GLU:OE2 2.49 0.45
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1:5:215:GLY:HA3 1:5:226:ALA:CB 2.47 0.45
1:t:178:PHE:H 1:t:187:ASN:ND2 2.15 0.45
1:A:7:THR:H 2:E:93:ILE:C 2.25 0.45
1:A:247:VAL:HG11 1:A:278:ALA:CB 2.46 0.45
1:A:278:ALA:HB1 | 1:A:281:ARG:HH22 1.81 0.45
1:B:57:LEU:HD12 1:B:57:LEU:N 2.31 0.45
1:C:245:LEU:HD12 1:C:245:LEU:N 2.32 0.45
1:1:245:LEU:O 1:1:249:LYS:HG2 2.16 0.45
2:N:10:PRO:HB3 4:P:20:DC:0P2 2.16 0.45
4:P:20:DC:H2” 4:P:21:DC:C¥’ 2.47 0.45
1:Q:289:HIS:CE1 1:Q:291:1LE:HD11 2.51 0.45
1:S:3:THR:HG23 1:S:43:ASP:CG 2.41 0.45
1:S:287:PHE:CE1 1:S:296:CYS:O 2.69 0.45
1:T:136:ARG:NH2 1:T:159:GLU:OE1 2.50 0.45
1:a:73:PHE:O 1:a:192:PHE:HD1 1.99 0.45
1:a:121:ASN:O 1:a:125:ARG:HD3 2.17 0.45
1:a:288:LYS:HB2 1:a:293:ASN:HA 1.97 0.45
1:d:145: THR:HG23 1:d:148:GLN:H 1.82 0.45
1:d:286:GLU:OE2 1:d:288:LYS:HA 2.16 0.45
1:1:59:TYR:CE2 1:1:63:LEU:HD11 2.51 0.45
1:1:227:MET:CE 1:1:309:LEU:CD2 2.94 0.45
1:1:312:HIS:O 1:t:222:ARG:HA 2.17 0.45
1:j:288:LYS:CE 1:j:290:PRO:HG2 2.44 0.45
1:1:216:PHE:HE2 1:1:227:-MET:HE1 1.78 0.45
2:n:23:PHE:HD1 2:n:38:PHE:HZ 1.63 0.45
1:1:205:VAL:HG21 1:r:228:ILE:HG12 1.98 0.45
1:5:45:VAL:HG12 1:5:47:LEU:CD1 2.46 0.45
3:w:5:DT:C2’ 3:w:6:DT:OP1 2.60 0.45
3:w:31:DG:OP1 3:w:31:DG:H2’ 2.17 0.45
1:B:26:GLN:O 1:B:27:GLU:C 2.59 0.45
1:B:157:ALA:HA 1:B:160: TYR:HB3 1.98 0.45
1:B:197:LEU:O 1:B:201:VAL:HG23 2.16 0.45
1:B:225:PRO:0O 1:B:229:.LEU:HG 2.16 0.45
1:D:75:LYS:HD2 4:H:32:DT:H5’ 1.98 0.45
1:D:131:ASN:O 1:D:133:LEU:HB2 2.16 0.45
1:J:100:ASP:0D2 1:J:103:GLN:HG3 2.16 0.45
1:J:220: THR:HG23 1:J:220: THR.:O 2.16 0.45
1:J:221:THR:OG1 1:A:93:ALA:HB1 2.16 0.45
1:K:5:TYR:OH 1:K:280:ASP:OD1 2.34 0.45
1:K:89:GLN:NE2 1:C:93:ALA:HB2 2.32 0.45
1:K:93:ALA:HB2 1:C:89:GLN:NE2 2.32 0.45
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1:K:133:LEU:O 1:K:137:GLY:N 2.37 0.45
1:K:139:LEU:CD2 | 1:K:142:ARG:NH2 2.79 0.45
1:K:294:TYR:O 1:K:295:LYS:HB2 2.17 0.45
1:L:137:GLY:O 1:1L:139:LEU:N 2.50 0.45
1:Q:85:SER:HB3 1:Q:209:GLY:HA2 1.98 0.45
1:R:3:THR:HG21 1:R:307:ARG:NH1 2.31 0.45
1:R:57:LEU:HD12 1:R:57:LEU:N 2.32 0.45
1:T:229:.LEU:H 1:T:229:LEU:HD12 1.82 0.45
1:T:237:ALA:HA 1:T:241:ASP:0OD2 2.16 0.45
1:a:201:VAL:CG1 1:a:228:ILE:HG23 2.46 0.45
1:b:65:LEU:HD12 1:b:65:LEU:N 2.31 0.45
1:b:76: TYR:HB2 1:b:203:ALA:HB2 1.99 0.45
1:b:191:SER:HB3 3:2:33:DT:C4’ 2.46 0.45
1:c:3: THR:HG22 l:c:4:LEU:N 2.31 0.45
1:¢:198:ARG:NH1 1:d:83:SER:OG 2.44 0.45
1:d:21:HIS:CD2 1:d:33:LYS:HG3 2.51 0.45
1:d:216:PHE:CD2 1:d:227:-MET:HE1 2.52 0.45
1:j:41:LEU:N 1:j:41:LEU:HD12 2.32 0.45
1:k:90:LEU:HB2 1:k:314:GLN:NE2 2.32 0.45
1:k:92:LEU:O 1:k:96:ARG:N 2.34 0.45
1:1:109:LYS:HD3 1:1:141:MET:HA 1.99 0.45
2:n:26:LEU:HD13 2:1:38:PHE:CD2 2.51 0.45
3:0:15:DT:H2” 3:0:16:DG:0O5’ 2.17 0.45
1:r:100:ASP:0OD2 1:r:103:GLN:HG3 2.16 0.45
1:5:36:ILE:HG22 1:5:37:PRO:O 2.17 0.45
1:t:225:PRO:CB 1:t:228:1ILE:HD12 2.47 0.45
3:w:19:DG:H2” 3:w:20:DG:0OP2 2.17 0.45
1:B:199: THR:CG2 3:G:31:DG:N2 2.77 0.45
1:C:189:LEU:O 1:C:192:PHE:HB3 2.17 0.45
1:D:188:ALA:O 1:D:192:PHE:N 2.49 0.45
2:E:31:LYS:HG2 2:E:32:TRP:N 2.31 0.45
1:1:234:GLU:O 1:1:238:LEU:HD12 2.17 0.45
1:J:231:LEU:O 1:J:234:GLU:HG2 2.17 0.45
2:M:57:LEU:O 2:M:57:LEU:HD23 2.17 0.45
1:R:198:ARG:HB3 3:W:31:DG:H1 1.82 0.45
1:S:25:LYS:HB3 1:S:31:TRP:HA 1.98 0.45
1:S:237:ALA:O 1:S:241:ASP:HB3 2.17 0.45
1:d:104:ARG:O 1:d:108:VAL:HG23 2.16 0.45
1:d:285:SER:O 1:d:298: TYR:CD2 2.69 0.45
1:k:73:PHE:CE1 1:k:266:ARG:HB3 2.52 0.45
2:m:8:ASP:OD1 3:0:19:DG:OP1 2.34 0.45
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2:m:33:ARG:HE 2:m:39:GLU:CD 2.24 0.45
1:r:120: TYR:CB 1:r:133:LEU:HD13 2.35 0.45
1:r:253:ILE:CG2 1:r:254:GLN:H 2.29 0.45
2:v:35:PHE:HE?2 3:w:18:DC:C4’ 2.30 0.45
1:C:47:LEU:N 1:C:47:LEU:HD12 2.32 0.45
1:D:150:ARG:NH2 1:D:217:LEU:O 2.49 0.45
2:E:1:MET:HB3 2:E:42:LEU:O 2.16 0.45
1:L:260: GLU:HG2 1:L:265:PHE:CE2 2.52 0.45
4:P:25:DG:H2” 4:P:26:DG:0O5’ 2.17 0.45
1:R:198:ARG:CD 3:W:31:DG:N1 2.79 0.45
1:T:268:THR:O 1:T:272: THR:HG23 2.17 0.45
2:V:7.:.TYR:O 2:V:36:SER:CB 2.64 0.45
1:b:13:LEU:O 1:b:53: THR:HG22 2.17 0.45
1:b:17:HIS:O 1:b:18:GLU:HG3 2.17 0.45
1:b:283:LEU:HD23 | 1:b:299:ARG:HB2 1.99 0.45
1:¢:130:ASP:O 1:¢c:131:ASN:C 2.59 0.45
2:e:41:PHE:HD2 2:¢:88:LYS:HG3 1.79 0.45
2:1:23:PHE:HE2 4:h:23:DG:0P2 1.98 0.45
2::23:PHE:HE2 4:h:23:DG:P 2.40 0.45
1:1:71: THR:HG22 1:1:72:GLN:N 2.31 0.45
1:1:122:LEU:HD12 1:1:125:ARG:HD3 1.98 0.45
1:1:187:ASN:C 1:1:187:ASN:HD22 2.22 0.45
1:j:45:VAL:C 1:j:46:LEU:HD12 2.42 0.45
1:j:191:SER:HB3 3:0:33:DT:05’ 2.17 0.45
1:k:213:TYR:O 1:k:220: THR:CB 2.64 0.45
1:1:202: THR.:O 1:1:206:HIS:ND1 2.45 0.45
3:w:16:DG:C2 4:x:22:DA:C2 3.05 0.45
1:A:41:LEU:C 1:A:65:LEU:HD21 2.42 0.45
1:A:127:GLY:O 1:A:128:GLN:HB2 2.17 0.45
1:A:254:GLN:C 1:A:256:GLN:H 2.25 0.45
1:B:97:ALA:C 1:B:216:PHE:HE1 2.24 0.45
1:B:135:GLY:O 1:B:137:GLY:N 2.50 0.45
1:C:3: THR:HG22 1:C:4:LEU:N 2.31 0.45
1:I:3: THR:HG22 1:I:4:LEU:N 2.32 0.45
1:1:4:LEU:HD12 1:I:5:TYR:N 2.32 0.45
1:1.6:LEU:HD23 1:I:6:LEU:C 2.41 0.45
1:1:15:LYS:HD3 1:1:16:LYS:O 2.16 0.45
1:1:212:PRO:HA 1:1:227:-MET:HB3 1.99 0.45
1:J:95:PHE:O 1:J:98:HIS:N 2.49 0.45
1:J:244:VAL:HG12 | 1:J:248:LEU:HD12 1.99 0.45
1:J:253:ILE:CG2 1:J:254:GLN:H 2.29 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:J:285:SER:O 1:J:297:THR:HA 2.17 0.45
1:K:129:VAL:CG1 1:K:130:ASP:H 2.27 0.45
1:L:182:PRO:C 1:L:184:ASP:H 2.23 0.45
3:0:15:DT:H2” 3:0:16:DG:05’ 2.17 0.45
1:Q:294:TYR:O 1:Q:295:LYS:CG 2.63 0.45
1:R:10:ASP:HB3 1:R:25:LYS:CG 2.47 0.45
1:R:283:LEU:HD12 1:R:283:LEU:N 2.32 0.45
3:W:6:DT:C4’ 3W:7:DT:H72 2.37 0.45
1:a:247:VAL:O 1:a:251:ARG:HB2 2.17 0.45
1:b:220: THR:HG23 1:b:220: THR:O 2.16 0.45
1:¢:88:GLY:CA 1:d:214:ILE:HD11 2.47 0.45
1:¢:196:LEU:C 1:¢:196:LEU:HD12 2.42 0.45
1:d:101:PRO:O 1:d:105:LEU:N 2.39 0.45
1:d:247:VAL:HG23 | 1:d:248:LEU:HD12 1.97 0.45
2:1:7'TYR:OH 2:1:35:PHE:O 2.31 0.45
1:1:50:PRO:O 1:3:54:GLY:HA3 2.17 0.45
1:1:225:PRO:O 1:1:229:LEU:HD13 2.16 0.45
1:1:253:ILE:HG13 1:1:254:GLN:N 2.32 0.45
1:j:179:ARG:NH2 3:0:33:DT:H2” 2.32 0.45
1:j:199: THR:HG23 3:0:31:DG:H21 1.81 0.45
1:k:269:ASP:C 1:k:271:ALA:H 2.25 0.45
1:q:3:THR:HG23 1:q:43:ASP:HB3 1.98 0.45
2:u:71:ASP:O 2:u:74: THR:HG22 2.16 0.45
1:A:4:.LEU:HD12 1:A:5:TYR:N 2.32 0.45
1:A:18:GLU:OE2 2:E:25:LEU:CB 2.65 0.45
1:A:289:HIS:O 1:A:291:ILE:N 2.50 0.45
1:A:292:PHE:HE2 1:A:295:LYS:HE3 1.74 0.45
1:B:11:ALA:O 1:B:50:PRO:HB3 2.17 0.45
1:C:107:1ILE:HG21 1:C:216:PHE:CD2 2.52 0.45
1:C:269:ASP:O 1:C:270:SER:HB2 2.17 0.45
2:E:57.LEU:HD23 2:E:57:LEU:C 2.42 0.45
1:I:227:MET:HE1 1:1:309:LEU:CD2 2.46 0.45
1:L:49:TYR:N 1:L:50:PRO:HD3 2.31 0.45
1:Q:215:GLY:HA3 1:Q:230:ASP:0D2 2.16 0.45
1:Q:239:VAL:HG23 1:Q:240:ALA:N 2.31 0.45
1:R:131:ASN:O 1:R:132:PRO:C 2.60 0.45
1:S:286:GLU:C 1:S:288:LYS:H 2.25 0.45
1:T:109:LYS:HD3 1:T:141:MET:HA 1.98 0.45
1:T:222:ARG:HH11 4:X:35:DT:H71 1.82 0.45
1:T:263:GLY:CA 1:a:142:ARG:HD2 2.47 0.45
1:a:218:HIS:ND1 1:a:230:ASP:OD1 2.50 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
1:a:294:TYR:O 1:a:295:LYS:CG 2.63 0.45
1:b:241:ASP:O 1:b:245:LEU:HD13 2.17 0.45
1:¢:22:VAL:O 1:¢c:34:GLN:N 2.44 0.45
1:¢:25:LYS:HE3 1:¢:28:ASP:CB 2.47 0.45
1:¢:86:ARG:HB3 1:d:223:GLY:CA 2.46 0.45
1:d:288:LYS:CG 1:d:289:HIS:H 2.30 0.45
2:e:7:'TYR:O 2:¢:36:SER:HB2 2.17 0.45
4:h:33:DT:H2” 4:h:34:DT:05’ 2.16 0.45
1:1:16:LYS:HG3 1:1:17:HIS:H 1.82 0.45
1:1:261:SER:HB3 1:1:264:ALA:HB3 1.98 0.45
1:k:133:LEU:O 1:k:134:LYS:C 2.60 0.45
1:k:196:LEU:C 1:k:196:LEU:HD12 2.42 0.45
2:m:12: THR:HG23 2:m:15:GLY:N 2.32 0.45
1:r:17:HIS:O 1:r:18:GLU:HG3 2.17 0.45
1:8:3: THR:HG22 1:s:4:LEU:N 2.32 0.45
1:5:73:PHE:CZ 1:5:266:ARG:HB3 2.52 0.45
1:t:259: THR:CG2 1:t:260:GLU:N 2.78 0.45
4:x:16:DA:H2” 4:x:17:DC:C5H 2.52 0.45
1:B:73:PHE:O 1:B:200:GLN:NE2 2.48 0.45
1:B:195:GLY:CA 3:G:31:DG:N1 2.80 0.45
1:C:86:ARG:HB3 1:D:223:GLY:CA 2.47 0.45
3:G:14:DC:H2” 3:G:15:DT:C6 2.52 0.45
1:K:181:PRO:O 1:K:183: THR:N 2.50 0.45
1:L:7: THR:HA 1:L:47:LEU:HB3 1.98 0.45
1:L:136:ARG:O 1:L:137:GLY:C 2.60 0.45
3:0:24:DC:C2’ 3:0:25:DT:H71 2.45 0.45
1:Q:143:GLN:NE2 1:Q:148:GLN:OE1 2.49 0.45
1:Q:254:GLN:C 1:Q:256:GLN:H 2.25 0.45
1:R:225:PRO:CB 1:R:228:ILE:HD12 2.47 0.45
1:S:268: THR:HG22 1:S:269:ASP:O 2.16 0.45
1:T:128:GLN:HG2 1:T:163:SER:OG 2.17 0.45
1:T:174:PHE:HE1 | 1:T:187:ASN:HD21 1.65 0.45
1:T:268: THR:HG23 1:T:271:ALA:N 2.31 0.45
1:T:279:PHE:O 1:T:283:LEU:HD13 2.17 0.45
3:W:14:DC:H2” 3:W:15:DT:H71 1.99 0.45
1:¢:190:LEU:HD21 1:¢:244:VAL:HG21 1.99 0.45
1:d:5:TYR:OH 1:d:303:GLU:OE1 2.33 0.45
1:d:126:ARG:HB3 1:d:167:MET:HE3 1.98 0.45
2:e:12:THR:HG23 2:¢:15:GLY:N 2.31 0.45
2:1:8:ASP:HA 4:h:21:DC:P 2.57 0.45
1:1:189:LEU:O 1:1:193:GLY:N 2.35 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:1:218:HIS:O 1:1:226:ALA:HB1 2.17 0.45
1:1:263:GLY:HA3 1:q:142:ARG:CG 2.47 0.45
2:m:47:PHE:O 2:m:50:LEU:N 2.45 0.45
2:n:8:ASP:HA 4:p:21:DC:P 2.57 0.45
3:0:12:DC:H2” 3:0:13:DC:H¥’ 1.98 0.45
1:q:13:LEU:HD23 1:q:13:LEU:C 2.41 0.45
1:q:88:GLY:HA3 1:r:214:ILE:HD11 1.98 0.45
1:q:212:PRO:HA 1:q:227:MET:HB3 1.99 0.45
1:t:165:GLN:HB2 1:t:174:PHE:O 2.17 0.45
1:1:229:LEU:H 1:1:229:LEU:HD12 1.82 0.45
2:u:92:ILE:O 2:u:93:1ILE:HG23 2.17 0.45
1:A:259:THR:O 1:A:259:THR:CG2 2.64 0.45
1:A:269:ASP:O 1:A:270:SER:HB2 2.17 0.45
1:B:120: TYR:CE1 1:B:135:GLY:HA3 2.52 0.45
1:B:133:LEU:O 1:B:134:LYS:C 2.60 0.45
1:B:191:SER:HB3 3:G:33:DT:H4’ 1.99 0.45
1:C:4:LEU:HD12 1:C:5:TYR:N 2.32 0.45
1:C:73:PHE:CE1 1:C:266:ARG:HB3 2.52 0.45
1:C:300:ARG:HB3 1:C:304:LEU:CD1 2.45 0.45
1:D:204:ALA:HA 1:D:207:ILE:HD12 1.98 0.45
1:.1:178:PHE:HB3 1:1:181:PRO:HD2 1.98 0.44
1:1:291:ILE:C 1:1:291:ILE:HD12 2.42 0.44
1:L:122:LEU:HD12 | 1:L:125:ARG:HH11 1.82 0.44
3:0:10:DG:H2” 3:0:11:DC:C6 2.52 0.44
4:P:33:DT:C4’ 4:P:34:DT:OP1 2.64 0.44
1:Q:125:ARG:HE 1:Q:126:ARG:NH1 2.15 0.44
1:R:180:ARG:HG3 3:W:33:DT:C4’ 2.47 0.44
1:S:111:PHE:CD1 1:S:234:GLU:OE2 2.70 0.44
1:T:204:ALA:HA 1:T:207:1LE:HD12 1.99 0.44
1:T:259: THR:CG2 1:T:260:GLU:N 2.80 0.44
1:a:71:THR:HG22 1:a:72:GLN:N 2.32 0.44
1:a:165:GLN:NE2 1:a:172: TRP:O 2.44 0.44
1:b:69:TYR:O 1:b:70:LEU:HD12 2.16 0.44
1:b:182:PRO:CB 1:b:188:ALA:HB2 2.48 0.44
1:b:197.:LEU:HD21 1:b:235:PHE:HB2 1.99 0.44
1:d:41:LEU:HD12 1:d:41:LEU:N 2.32 0.44
1:d:49:TYR:N 1:d:50:PRO:HD3 2.33 0.44
1:3:198:ARG:HD2 3:0:31:DG:N1 2.31 0.44
1:k:25:LYS:HE3 1:k:28:ASP:HB3 1.99 0.44
1:q:294:TYR:O 1:q:295:LYS:CG 2.64 0.44
1:5:237:ALA:O 1:5:241:ASP:HB3 2.18 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

2:u:75:VAL:HA 2:u:78: THR:HG23 1.98 0.44
1:A:71: THR:HG22 1:A:72:GLN:N 2.32 0.44
1:C:121:ASN:HB3 1:C:324:1LE:O 2.16 0.44
1:D:69:TYR:O 1:D:77:VAL:HG22 2.17 0.44
1:D:126:ARG:CB 1:D:167:MET:-HE3 2.47 0.44
1:J:201:VAL:CG1 1:J:228: ILE:HG23 2.47 0.44
1:K:94:GLN:NE2 1:K:227:-MET:HG3 2.32 0.44
1:K:276:LEU:N 1:K:276:LEU:HD12 2.33 0.44
1:S:53: THR:HG22 1:S:56:ALA:H 1.82 0.44
1:S:129:VAL:CG1 1:S:130:ASP:H 2.28 0.44
2:U:74: THR:OG1 2:V:69:VAL:O 2.35 0.44
1:¢:260:GLU:O 1:c:264:ALA:HB3 2.16 0.44
1:¢:272:THR:O 1:¢:276:LEU:HD13 2.18 0.44
1:d:129:VAL:CG2 1:d:133:LEU:HD13 2.47 0.44
1:1:141:MET:O 1:t:181:PRO:HG3 2.17 0.44
1:j:47:LEU:HD23 1:j:72:GLN:HA 1.99 0.44
1:j:177:ARG:NH2 1:j:191:SER:OG 2.39 0.44
1:k:239:VAL:CG2 1:k:240:ALA:N 2.81 0.44
1:k:258: PHE:CD2 1:k:266:ARG:HD2 2.51 0.44
1:1:21:HIS:CD2 1:1:21:HIS:C 2.95 0.44
2:n:47:PHE:O 2:n:50:LEU:N 2.42 0.44
1:1:288:LYS:HE2 1:1:290:PRO:CG 2.40 0.44
1:5:69:TYR:O 1:8:70:LEU:HD12 2.16 0.44
4:x:28:DA:0O5’ 4:x:28:DA:H8 1.99 0.44
1:A:29:GLY:O 1:A:30:SER:OG 2.29 0.44
1:B:57:LEU:HA 1:B:60:ALA:HB3 1.99 0.44
1:B:124:TYR:CB 1:B:133:LEU:HD22 2.47 0.44
1:B:124:TYR:CG 1:B:133:LEU:HD22 2.51 0.44
1:C:130:ASP:O 1:C:131:ASN:C 2.59 0.44
1:C:224:GLN:OE1 1:D:84:GLU:HG2 2.17 0.44
1:J:47:LEU:HD23 1:J:72:GLN:HA 1.99 0.44
1:K:227:-MET:HE1 1:K:309:LEU:CD2 2.47 0.44
1:1L:94:GLN:NE2 1:L:227-MET:HE3 2.33 0.44
1:Q:92:LEU:HD11 1:R:214:ILE:HD12 1.99 0.44
1:R:4:.LEU:HD12 1:R:5:TYR:N 2.31 0.44
1:a:49:TYR:CE1 1:b:58:GLY:HA3 2.53 0.44
1:b:49:TYR:N 1:b:50:PRO:HD3 2.33 0.44
1:b:283:LEU:HD23 1:b:299:ARG:HE 1.83 0.44
1:c:46:LEU:HD23 1:¢:50:PRO:HG2 1.99 0.44
1:¢:250:GLN:OE1 1:¢:250:GLN:N 2.51 0.44
1:¢:254:GLN:CG 1:¢:255:ARG:H 2.25 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:16:LYS:O 1:1:18:GLU:N 2.50 0.44
1:1:53: THR:HG21 4:p:11:DA:P 2.57 0.44
1:1:59:TYR:O 1:1:63:LEU:HG 2.17 0.44
1:1:283:LEU:HD22 1:1:299:ARG:CB 2.46 0.44
1:1:311:ARG:C 1:1:317:VAL:HG22 2.42 0.44
1:k:215:GLY:HA3 1:k:226:ALA:CB 2.48 0.44
1:k:285:SER:HB2 1:k:298:TYR:CE2 2.52 0.44
1:1:21:HIS:CD2 1:1:33:LYS:HG3 2.52 0.44
1:1:126:ARG:CB 1:1:167:-MET:HE3 2.47 0.44
3:0:13:DC:H2” 3:0:14:DC:CH’ 2.48 0.44
3:0:24:DC:C2’ 3:0:25:DT:H72 2.47 0.44
1:r:75:LYS:HD2 3:w:30:DA:H5” 2.00 0.44
1:r:134:LYS:O 1:r:134:LYS:HD2 2.18 0.44
1:r:161:PHE:HA 1:r:164: TRP:CD1 2.52 0.44
1:5:117:HIS:O 1:5:121:ASN:ND2 2.50 0.44
1:t:146:LEU:O 1:t:149:VAL:N 2.48 0.44
1:t:213: TYR:HA 1:t:225:PRO:HA 2.00 0.44
2:u:31:LYS:HG2 2:u:32: TRP:N 2.33 0.44
1:A:17:HIS:HA 4:H:12:DA:OP1 2.17 0.44
1:A:57:LEU:HD12 1:A:57:LEU:H 1.82 0.44
1:A:92:LEU:HD11 1:B:214:1LE:CD1 2.47 0.44
1:D:53:THR:CG2 1:D:55:GLU:HB3 2.47 0.44
1:D:244:VAL:HG12 | 1:D:248:LEU:HD13 1.99 0.44
1:J:133:LEU:HD23 1:J:133:LEU:H 1.82 0.44
1:K:1:MET:HG3 1:K:1:MET:O 2.17 0.44
1:K:61:LEU:N 1:K:61:LEU:CD1 2.81 0.44
1:K:90:LEU:HB2 1:K:314:GLN:NE2 2.32 0.44
1:K:285:SER:HB2 1:K:298:TYR:CD2 2.53 0.44
1:1:24:LEU:O 1:1:32:LYS:N 2.42 0.44
1:R:133:LEU:H 1:R:133:LEU:HD23 1.82 0.44
1:S:254:GLN:CG 1:S:255:ARG:H 2.26 0.44
1:T:119:GLN:HB2 1:T:160:TYR:CD1 2.53 0.44
1:T:184:ASP:HB3 1:T:187:ASN:OD1 2.17 0.44
1:b:3:THR:HG21 1:b:307:ARG:NH1 2.33 0.44
1:b:57:LEU:O 1:b:61:LEU:N 2.41 0.44
1:¢:99:GLU:OE2 1:d:96:ARG:CZ 2.66 0.44
1:¢:287:PHE:HE2 1:¢:289:HIS:HA 1.83 0.44
2:e:18:ARG:HH12 2:¢:63:ASP:CG 2.24 0.44
2:e:57:LEU:HD23 2:e¢:57:LEU:C 2.42 0.44
2::23:PHE:HD1 2::38:PHE:HZ 1.64 0.44
3:2:13:DC:H2” 3:2:14:DC:CH’ 2.48 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:j:104:ARG:HG3 1:j:216:PHE:HB3 2.00 0.44
1:k:86:ARG:HG3 1:1:213:TYR:CZ 2.53 0.44
1:k:254:GLN:C 1:k:255:ARG:HG2 2.41 0.44
1:q:239:VAL:HG23 1:q:240:ALA:N 2.32 0.44
1:r:128:GLN:NE2 1:r:166:GLU:OE1 2.50 0.44
1:r:309:LEU:O 1:r:312:HIS:HB3 2.17 0.44
1:s:17:HIS:N 3:w:9:DT:0P2 2.49 0.44
1:5:101:PRO:O 1:5:105:LEU:HD13 2.18 0.44
1:t:53: THR:HG22 1:t:55:GLU:H 1.82 0.44
1:t:184:ASP:HB3 1:t:187:ASN:OD1 2.16 0.44
2:v:43:SER:OG 2:v:44:VAL:N 2.50 0.44
3:w:29:DA:H2” 3:w:30:DA:OP1 2.18 0.44
1:A:122:LEU:HA 1:A:125:ARG:HB3 1.98 0.44
1:A:122:LEU:O 1:A:125:ARG:HB3 2.17 0.44
1:A:161:PHE:HE2 1:A:177:ARG:HE 1.65 0.44
1:A:239:VAL:HG23 1:A:240:ALA:N 2.32 0.44
1:B:69:TYR:O 1:B:70:LEU:HD12 2.17 0.44
1:C:49:TYR:CD2 1:D:58:GLY:HA3 2.52 0.44
1:D:119:GLN:HB2 1:D:160:TYR:CE1 2.52 0.44
2:E:7:TYR:HA 2:E:65:VAL:HG22 1.99 0.44
2:F:3:TYR:O 2:F:40:CYS:N 2.35 0.44
2:F:60:LEU:HD12 2:F:60:LEU:N 2.32 0.44
1:1:178:PHE:CB 1:1:181:PRO:HD2 2.48 0.44
1:1:237:ALA:HA 1:1:241:ASP:0OD2 2.17 0.44
1:1:261:SER:O 1:1:262:LEU:C 2.61 0.44
1:1L:303:GLU:HG2 1:L:307:ARG:HE 1.83 0.44
1:Q:38:ALA:O 2:U:28:GLY:0O 2.35 0.44
1:Q:86:ARG:HD2 1:¢:316:GLY:HA3 1.99 0.44
1:Q:125:ARG:HH21 | 1:Q:126:ARG:NH2 2.16 0.44
1:R:149:VAL:O 1:R:152:ILE:N 2.48 0.44
1:R:201:VAL:O 1:R:205:VAL:HG23 2.17 0.44
1:S:238:LEU:CD1 1:S:239:VAL:HG13 2.48 0.44
1:S:288:LYS:HZ3 1:S:295:LYS:HE2 1.82 0.44
1:T:21:HIS:CD2 1:T:33:LYS:HG3 2.52 0.44
1:T:100:ASP:0OD2 1:T:103:GLN:HG3 2.17 0.44
1:T:195:GLY:O 1:T:198:ARG:HB3 2.17 0.44
3:W:32:DT:02 3:W:32:.DT:C2 2.65 0.44
l:a:1:MET:O 1:a:299:ARG:NH2 2.50 0.44
1:b:323:VAL:O 1:b:324:ILE:C 2.61 0.44
1:c:73:PHE:CE1 1:¢:266:ARG:CB 3.00 0.44
2:1:70:LEU:HD12 2:£:70:LEU:N 2.33 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:j:190:LEU:N 1:j:190:LEU:HD12 2.32 0.44
1:3:253:ILE:HB 1:3:255:ARG:CD 2.48 0.44
1:k:30:SER:O 1:k:31: TRP:HB2 2.17 0.44
1:1:135:GLY:C 1:1:137:GLY:H 2.26 0.44
1:1:168: LEU:HD21 1:1:245:LEU:HD21 2.00 0.44
1:1:288:LYS:CG 1:1:289:HIS:N 2.81 0.44
1:q:85:SER:HB3 1:q:209:GLY:HA2 1.99 0.44
1:r:10:ASP:HB3 1:1:25:LYS:HG3 1.98 0.44
1:r:139:LEU:HD23 1:r:139:LEU:O 2.18 0.44
1:r:289:HIS:N 1:r:290:PRO:HD2 2.32 0.44
1:5:196:LEU:HD11 1:5:279:PHE:CZ 2.53 0.44
1:5:222:ARG:HE 1:5:224:GLN:HG3 1.82 0.44
1:5:285:SER:HB2 1:5:298: TYR:CD2 2.53 0.44
1:4:70:LEU:HD23 1:t:74:GLY:O 2.18 0.44
1:t:131:ASN:C 1:t:133:LEU:N 2.74 0.44
1:t:304:LEU:HD12 1:t:304:LEU:N 2.32 0.44
1:A:70:LEU:HD22 1:A:74:GLY:O 2.18 0.44
1:A:192:PHE:HZ 1:A:276:LEU:HD21 1.82 0.44
1:A:221:THR:O 1:A:221:THR:HG22 2.18 0.44
1:D:182:PRO:HG3 1:D:188:ALA:HB2 1.98 0.44
2:E:92:ILE:O 2:E:93:ILE:HG23 2.18 0.44
1:I:18:GLU:OE2 2:M:25:LEU:CB 2.65 0.44
1:1:89:GLN:NE2 1:A:89:GLN:NE2 2.66 0.44
1:1:129:VAL:O 1:1:129:VAL:HG13 2.18 0.44
1:1:182:PRO:HG2 1:1:264:ALA:HA 2.00 0.44
1:1:310:ALA:O 1:1:314:GLN:HG2 2.18 0.44
1:1:222:ARG:HH11 4:P:35:DT:H71 1.82 0.44
1:L:259:THR:CG2 1:L:260:GLU:N 2.81 0.44
2:N:8:ASP:HA 4:P:21:DC:P 2.58 0.44
2:N:70:LEU:HD12 2:N:70:LEU:N 2.33 0.44
3:0:13:DC:H2” 3:0:14:DC:C5’ 2.48 0.44
1:Q:4:LEU:HD12 1:Q:5:'TYR:N 2.31 0.44
1:Q:49:TYR:CE1 1:R:58:GLY:HA3 2.53 0.44
1:Q:61:LEU:N 1:Q:61:LEU:CD1 2.80 0.44
1:Q:194:TYR:CE1 | 1:Q:236:ARG:HG3 2.53 0.44
1:S:4:LEU:HD22 1:S:36:ILE:CD1 2.48 0.44
1:T:24:LEU:O 1:T:32:LYS:N 2.49 0.44
1:T:198:ARG:HG2 | 1:T:202:THR:0G1 2.17 0.44
1:T:213:TYR:HA 1:T:225:PRO:HA 2.00 0.44
1:T:304:LEU:HD12 1:T:304:LEU:N 2.33 0.44
2:U:25:LEU:O 2:U:28:GLY:N 2.38 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:W:31:DG:HS8 3:W:32:DT:H3’ 1.82 0.44
4:X:9:DG:HS8 4:X:9:DG:0OP1 2.01 0.44
1:b:93:ALA:HB3 1:b:313:LEU:HB3 2.00 0.44
1:¢:199: THR:HG23 1:¢:200:GLN:N 2.33 0.44
1:¢:231:LEU:HD23 1:¢c:231:LEU:C 2.43 0.44
1:¢:269:ASP:OD1 1:¢:270:SER:N 2.51 0.44
1:d:167:MET:HE2 | 1:d:245:LEU:HD13 1.99 0.44
1:d:323:VAL:O 1:d:324:ILE:C 2.60 0.44
2:1:47:PHE:O 2:£:50:LEU:N 2.43 0.44
1:k:164:TRP:CD1 1:k:168:LEU:HD11 2.53 0.44
1:1:192:PHE:O 1:1:196:LEU:HD12 2.18 0.44
1:1:323:VAL:O 1:1:324:.1LE:C 2.60 0.44
1:r:118:ASN:OD1 1:r:324:.1ILE:N 2.40 0.44
1:1:198:ARG:CD 3:w:31:DG:H1 2.26 0.44
1:r:304:LEU:HD12 1:r:304:LEU:N 2.32 0.44
1:A:146:LEU:HD21 | 1:A:150:ARG:HH21 1.83 0.44
1:A:222:ARG:O 1:A:222:ARG:HG3 2.18 0.44
1:B:267:LEU:HD12 1:B:267:LEU:N 2.33 0.44
1:C:26:GLN:HA 1:C:31:TRP:CD1 2.51 0.44
1:C:87:ASN:ND2 1:C:314:GLN:HE22 2.15 0.44
1:J:101:PRO:HA 1:J:104:ARG:HB3 1.99 0.44
1:L:38:ALA:HA 1:L:41:LEU:HD13 2.00 0.44
1:1L:122:LEU:CD1 | 1:L:125:ARG:HH11 2.31 0.44
1:L:288:LYS:HG2 1:L:292:PHE:O 2.18 0.44
1:Q:49:TYR:CD1 1:R:58:GLY:HA3 2.53 0.44
1:R:285:SER:HB2 1:R:298: TYR:HE2 1.83 0.44
1:R:287:PHE:HD1 1:R:294:TYR:CE1 2.36 0.44
1:S:25:LYS:HE3 1:S:28:ASP:HB2 1.98 0.44
1:d:4:LEU:HD12 1:d:5:TYR:H 1.82 0.44
1:j:81:LEU:HD12 1:j:81:LEU:N 2.33 0.44
1:j:198:ARG:CA 1:j:232:MET:HE2 2.44 0.44
1:j:283:LEU:HD23 1:j:299:ARG:HE 1.83 0.44
1:k:87:ASN:ND2 1:k:314:GLN:HE22 2.16 0.44
1:k:240:ALA:O 1:k:244:VAL:HG23 2.18 0.44
1:1:121:ASN:HB3 1:1:324:1ILE:CG2 2.47 0.44
1:1:288:LYS:HG3 1:1:292:PHE: O 2.17 0.44
2:n:5:ILE:HD11 2:n:26:LEU:HD21 2.00 0.44
1:r:58:GLY:O 1:r:62:GLU:HG3 2.18 0.44
1:5:129:VAL:CG1 1:5:130:ASP:H 2.28 0.44
2:v:3:TYR:N 2:v:40:CYS:O 2.49 0.44
1:A:139:LEU:HG 1:A:139:LEU:O 2.18 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:B:189:LEU:HD12 1:B:189:LEU:N 2.32 0.44
1:B:192:PHE:HE1 3:G:32:DT:H5’ 1.82 0.44
1:C:161:PHE:HB3 1:C:174:PHE:HE2 1.83 0.44
2:F:17:LYS:CD 3:G:11:DC:0OP2 2.66 0.44
1:1:25:LYS:HG2 1:I:31:TRP:HA 1.99 0.44
1:1:148:GLN:O 1:1:152:ILE:HG12 2.18 0.44
1:K:68:HIS:CG 1:K:199:THR:OG1 2.70 0.44
1:L:47:LEU:O 1:L:71:THR:C 2.61 0.44
2:N:35:PHE:HB3 4:P:21:DC:H4’ 2.00 0.44
4:P:33:DT:H2” 4:P:34:DT:0%’ 2.18 0.44
1:R:220: THR:HG23 1:R:220:THR:O 2.17 0.44
1:T:125:ARG:HH22 | 1:T:242:SER:HB3 1.83 0.44
1:T:229:LEU:O 1:T:233:GLU:HG2 2.18 0.44
1:T:232:MET:O 1:T:236:ARG:HG3 2.18 0.44
1:a:78:GLY:HA3 1:b:81:LEU:O 2.18 0.44
1:a:289:HIS:O 1:a:290:PRO:C 2.61 0.44
1:b:205:VAL:HG13 1:b:210:LEU:HB2 1.99 0.44
1:d:260:GLU:HG3 1:d:265:PHE:HZ 1.82 0.44
3:g:6:DT:H4’ 3:g:7:DT:H71 1.98 0.44
3:g:13:DC:C4 3:2:14:DC:C4 3.06 0.44
1:k:222:ARG:HE 1:k:224:GLN:HG3 1.83 0.44
4:p:7:DT:H4’ 4:p:8:DT:0P2 2.18 0.44
1:q:227:-MET:CE 1:q:309:LEU:CD2 2.96 0.44
1:r:192:PHE:CE2 1:1r:196:LEU:HD11 2.53 0.44
1:5:302:ILE:HD12 1:5:302:ILE:N 2.33 0.44
1:B:49:TYR:N 1:B:50:PRO:HD3 2.33 0.44
1:B:283:LEU:HD23 | 1:B:299:ARG:HB2 2.00 0.44
1:C:22:VAL:HG12 1:C:24:LEU:HG 1.99 0.44
1:D:184:ASP:HB3 1:D:187:ASN:OD1 2.18 0.44
1:J:57:LEU:HD12 1:J:57:LEU:N 2.32 0.44
1:K:85:SER:HB3 1:K:209:GLY:CA 2.48 0.44
3:0:13:DC:H2” 3:0:14:DC:0%’ 2.18 0.44
1:Q:98:HIS:HD2 1:Q:215:GLY:0O 2.01 0.44
1:Q:182:PRO:HB3 | 1:Q:188:ALA:HB2 2.00 0.44
1:R:268:THR:O 1:R:272: THR:HG23 2.17 0.44
1:T:259: THR:CG2 1:T:260:GLU:H 2.31 0.44
1:a:292:PHE:CE2 1:a:295:LYS:HE3 2.52 0.44
1:b:42:GLU:OE2 1:b:86:ARG:CZ 2.64 0.44
1:b:190:LEU:N 1:b:190:LEU:HD12 2.33 0.44
1:c:172:TRP:CZ2 1:c:253:1ILE:HA 2.49 0.44
1:¢:189:LEU:HD21 1:¢:275:PHE:HE1 1.81 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:d:12:VAL:HG23 3:g:6:DT:HbH” 1.98 0.44
2:1:60:LEU:HD12 2:1:60:LEU:N 2.33 0.44
4:h:11:DA:C6 4:h:12:DA:C6 3.05 0.44
1:1:289:HIS:O 1:1:290:PRO:C 2.61 0.44
1:q:244:VAL:HG23 1:q:245:LEU:N 2.33 0.44
1:s:114:GLY:HA3 1:5:321:PRO:CG 2.47 0.44
1:t:124:TYR:CD2 1:t:124:TYR:C 2.96 0.44
1:t:129:VAL:CG2 1:t:133:LEU:HD13 2.26 0.44
1:t:268: THR:HG23 1:t:271:ALA:N 2.31 0.44
2:v:7:'TYR:O 2:v:36:SER:CB 2.65 0.44
4:x:13:DG:H2” 4:x:14:DC:C5’ 2.22 0.44
1:B:98:HIS:ND1 1:B:215:GLY:O 2.49 0.44
1:D:11:ALA:HA 1:D:23:ALA:O 2.17 0.44
1:D:21:HIS:CD2 1:D:33:LYS:HG3 2.52 0.44
2:E:2:LEU:HB3 2:E:70:LEU:HB2 2.00 0.44
1:1:316:GLY:HA3 1:A:86:ARG:HD2 1.99 0.43
1:J:13:LEU:O 1:J:53: THR:HG22 2.18 0.43
1:K:96:ARG:HG2 1:L:99:GLU:OE2 2.18 0.43
1:K:201:VAL:CG1 | 1:K:231:LEU:HD22 2.43 0.43
1:K:268: THR:HG22 1:K:269:ASP:O 2.18 0.43
1:L:47:LEU:HG 1:L:72:GLN:HA 2.00 0.43
1:L:94:GLN:HE21 1:L:227-MET:HE3 1.83 0.43
1:L:101:PRO:HA 1:1:104:ARG:HB3 2.00 0.43
1:L:145: THR:HG22 1:1:148:GLN:CD 2.42 0.43
1:Q:70:LEU:CD2 1:Q:76: TYR:HA 2.48 0.43
1:S:86:ARG:HB3 1:T:223:GLY:HA3 2.00 0.43
1:S:121:ASN:HB3 1:S:325:ARG:HA 2.00 0.43
1:S:269:ASP:0O 1:S:270:SER:HB2 2.18 0.43
1:a:194:TYR:CE1 1:a:236:ARG:HG3 2.52 0.43
1:a:280:ASP:O 1:a:284:SER:N 2.51 0.43
1:¢:47:LEU:O 1:¢:70:LEU:O 2.36 0.43
1:¢:84:GLU:OE2 1:d:213:TYR:HE2 2.00 0.43
1:¢:215:GLY:HA3 1:¢:226:ALA:CB 2.48 0.43
1:d:108:VAL:HA 1:d:111:PHE:HD2 1.82 0.43
1:j:17:HIS:O 1:j:18:GLU:HG3 2.18 0.43
1:j:216:PHE:HE2 1:j:227:MET:HE1 1.76 0.43
1:k:204:ALA:HB1 1:k:303:GLU:HA 1.99 0.43
1:k:231:LEU:HD23 1:k:231:LEU:C 2.43 0.43
1:1:45:VAL:C 1:1:46:LEU:HD12 2.43 0.43
1:1:155:LEU:HD11 1:1:159:GLU:OE2 2.18 0.43
2:m:35:PHE:HD1 3:0:20:DG:HY’ 1.83 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:q:243:VAL:HG13 1:q:244:VAL:N 2.32 0.43
1:5:41:LEU:O 1:s:65:LEU:HD21 2.17 0.43
1:A:13:LEU:HD23 1:A:13:LEU:C 2.43 0.43
1:A:38:ALA:O 2:E:28:GLY:O 2.36 0.43
1:B:259:THR:O 1:B:260:GLU:C 2.62 0.43
3:G:20:DG:N2 4:H:18:DC:N3 2.66 0.43
1:1:13:LEU:O 1:1:53: THR:HG23 2.18 0.43
1:I:53: THR:HG21 4:P:10:DA:03’ 2.18 0.43
1:J:90:LEU:HB2 1:J:314:GLN:HE21 1.83 0.43
1:K:246:THR:O 1:K:250:GLN:OE1 2.37 0.43
1:L:201:VAL:O 1:L:205:VAL:HG23 2.17 0.43
1:1:222:ARG:NH2 1:C:107:1ILE:HG13 2.33 0.43
1:Q:17:HIS:HA 4:X:12:DA:OP1 2.18 0.43
1:Q:186:VAL:O 1:Q:189:LEU:N 2.51 0.43
1:Q:199:THR:HG23 | 1:Q:200:GLN:HG2 2.00 0.43
1:R:288:LYS:HB3 1:R:293:ASN:O 2.18 0.43
1:T:117:HIS:O 1:T:121:ASN:CG 2.61 0.43
3:2:12:DC:C2’ 3:g:13:DC:H5’ 2.48 0.43
1:1:17:HIS:NE2 4:p:12:DA:H3’ 2.33 0.43
1:1:70:LEU:HD23 1:1:76: TYR:HA 1.99 0.43
1:3:49:TYR:N 1:j:50:PRO:HD3 2.32 0.43
1:j:63:LEU:HD23 1:j:63:LEU:N 2.33 0.43
1:j:114:GLY:O 1:3:118:ASN:ND2 2.52 0.43
1:k:57:LEU:HD13 1:k:61:LEU:HD13 1.99 0.43
1:1:91:ARG:NH2 1:1:209:GLY:O 2.49 0.43
2:n:70:LEU:HD12 2:n:70:LEU:N 2.33 0.43
1:q:212:PRO:HB2 1:q:225:PRO:HB3 1.99 0.43
1:q:288:LYS:0O 1:q:293:ASN:CA 2.66 0.43
1:5:272: THR:O 1:5:276:LEU:HD13 2.17 0.43
1:t:21:HIS:CD2 1:t:33:LYS:HG3 2.53 0.43
1:C:269:ASP:C 1:C:271:ALA:H 2.26 0.43
2:F: 7. TYR:OH 2:F:35:PHE:O 2.24 0.43
4:H:24:DG:H2” 4:H:25:DG:05’ 2.17 0.43
1:I:9:PRO:HG3 1:1:48:GLY:HA3 2.00 0.43
1:I:141:MET:C 1:1:143:GLN:H 2.26 0.43
1:1:294:TYR:O 1:1:295:LYS:CG 2.61 0.43
1:J:94:GLN:NE2 1:J:227:-MET:HE3 2.33 0.43
1:J:137:GLY:O 1:J:138:LYS:CB 2.66 0.43
1:L:122:LEU:O 1:L:125:ARG:HB2 2.17 0.43
1:Q:237:ALA:HA 1:Q:241:ASP:0D2 2.17 0.43
1:Q:244:VAL:HG23 1:Q:245:LEU:N 2.33 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:R:191:SER:HB3 3:W:33:DT:C4’ 2.48 0.43
1:R:295:LYS:O 1:R:295:LYS:HD3 2.18 0.43
1:S:87:ASN:ND2 1:S:314:GLN:HE22 2.16 0.43
1:S:224:GLN:OE1 1:T:84:GLU:HG2 2.18 0.43
1:S:276:LEU:N 1:S:276:LEU:HD12 2.33 0.43
2:U:48:ALA:O 2:U:52: THR:HG23 2.18 0.43
2:V:5:ILE:HG22 2:V:67:ILE:HD12 2.00 0.43
2:V:60:LEU:HD12 2:V:60:LEU:N 2.32 0.43
1:a:16:LYS:HG3 1:a:17:HIS:H 1.83 0.43
l:a:123:LEU:HD12 1:a:123:LEU:N 2.33 0.43
1:a:180:ARG:HG2 1:a:181:PRO:HD3 2.00 0.43
1:b:59:TYR:O 1:b:63:LEU:HD21 2.19 0.43
1:¢:223:GLY:CA 1:d:85:SER:O 2.65 0.43
2:f:4:LEU:HD23 2:f:5:JLE:N 2.32 0.43
4:h:8:DT:H6 4:h:8:DT:H2’ 1.54 0.43
1:1:49:TYR:CE1 1:3:58:GLY:HA3 2.54 0.43
1:1:57:LEU:N 1:1:57:LEU:HD12 2.33 0.43
1:1:118:ASN:OD1 1:1:324:ILE:N 2.51 0.43
1:;j:133:LEU:CG 1:j:134:LYS:H 2.28 0.43
1:k:286:GLU:O 1:k:287:PHE:CD1 2.71 0.43
2:m:86:PRO:0O 2:m:87:GLU:HG2 2.17 0.43
1:q:187:ASN:C 1:q:187:ASN:HD22 2.27 0.43
1:r:137:GLY:O 1:r:138:LYS:CB 2.66 0.43
1:t:253:ILE:HG22 1:t:254:GLN:N 2.33 0.43
1:A:150:ARG:HG2 1:A:217:LEU:CD1 2.48 0.43
1:B:53:THR:HG23 1:B:56:ALA:H 1.83 0.43
1:B:68:HIS:CE1 1:B:207:ILE:HA 2.53 0.43
1:B:140:VAL:O 1:B:143:GLN:N 2.50 0.43
1:1:243:VAL:HG13 1:1:244:VAL:N 2.32 0.43
1:J:199: THR:HG23 3:0:31:DG:H21 1.83 0.43
1:L:259: THR:CG2 1:1L:260:GLU:H 2.30 0.43
3:0:24:DC:C6 3:0:25:DT:H73 2.53 0.43
1:Q:177:ARG:NH1 | 1:Q:187:ASN:ND2 2.66 0.43
1:R:198:ARG:O 1:R:202: THR:CB 2.67 0.43
2:V:10:PRO:HA 4:X:20:DC:CY’ 2.47 0.43
3:W:8:DG:H2’ 3:W:9:DT:H71 1.99 0.43
1:¢:285:SER:O 1:¢:297: THR:HA 2.18 0.43
2:£:52:THR:O 2:£:56:LYS:HB2 2.18 0.43
1:j:53: THR:HG23 1:3:56:ALA:H 1.82 0.43
1:3:179:ARG:HH21 3:0:33:DT:H2” 1.83 0.43
1:j:237:ALA:HA 1:3:241:ASP:0OD2 2.18 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:j:253:ILE:HB 1:5:255:ARG:HD3 2.00 0.43
1:k:213:TYR:HA 1:k:225:PRO:HA 2.00 0.43
1:1:231:LEU:O 1:1:234:GLU:HG2 2.18 0.43
4:p:20:DC:H2” 4:p:21:DC:0O5’ 2.18 0.43
1:q:38:ALA:O 2:u:28:GLY:O 2.35 0.43
1:q:73:PHE:O 1:q:192:PHE:HD1 2.01 0.43
1:q:220: THR:HG21 1:r:92:LEU:HD11 1.99 0.43
1:q:262:LEU:C 1:q:262:LEU:HD13 2.43 0.43
1:r:57:LEU:HD12 1:r:57:LEU:N 2.34 0.43
1:5:121:ASN:HB3 1:5:325:ARG:HA 2.01 0.43
1:5:224:GLN:OE1 1:t:84:GLU:HG2 2.18 0.43
1:5:268: THR:HG22 1:8:269:ASP:O 2.17 0.43
1:5:289:HIS:O 1:5:292:PHE:O 2.36 0.43
1:t:128:GLN:NE2 1:t:163:SER:O 2.51 0.43
1:t:260:GLU:HG3 1:t:265:PHE:CZ 2.53 0.43
1:t:282:LYS:O 1:t:298: TYR:HD2 2.01 0.43
2:u:34:GLN:CD 2:v:8:ASP:HB2 2.44 0.43
4:x:9:DG:HS8 4:x:9:DG:0OP1 2.02 0.43
1:A:118:ASN:HB3 | 1:A:238:LEU:HD21 2.01 0.43
1:A:261:SER:O 1:A:264:ALA:HB3 2.18 0.43
1:A:283:LEU:N 1:A:283:LEU:HD23 2.33 0.43
1:C:213:TYR:HA 1:C:225:PRO:HA 2.00 0.43
2:F:15:GLY:HA2 2:F:18:ARG:CZ 2.48 0.43
1:1:164:TRP:CD1 1:I:167:-MET:HE2 2.54 0.43
1:1:211:ASP:0OD2 1:J:91:ARG:HG3 2.19 0.43
1:L:280:ASP:0OD1 1:L:299:ARG:NH2 2.47 0.43
1:R:25:LYS:HE2 1:R:25:LYS:HA 2.00 0.43
1:R:123:LEU:O 1:R:126:ARG:O 2.36 0.43
1:S:130:ASP:O 1:S:131:ASN:C 2.60 0.43
2:V:5:ILE:HG22 2:V:67:ILE:CD1 2.49 0.43
1:a:261:SER:O 1:a:262:LEU:C 2.61 0.43
1:b:104:ARG:HG3 1:b:216:PHE:HB3 2.01 0.43
1:b:259: THR:CG2 1:b:260:GLU:H 2.31 0.43
2:£:22.LEU:CD1 2:£:25:LEU:HD23 2.49 0.43
1:3:59:TYR:O 1:j:63:LEU:HD21 2.18 0.43
1:3:253:ILE:CG2 1:j:254:GLN:H 2.29 0.43
1:k:223:GLY:CA 1:1:85:SER:O 2.66 0.43
1:1:49: TYR:N 1:1:50:PRO:HD3 2.32 0.43
1:1:227:-MET:O 1:1:231:LEU:HD13 2.19 0.43
2:1:33:ARG:CZ 2:1:39:GLU:OE2 2.66 0.43
4:p:10:DA:H3’ 4:p:10:DA:P 2.57 0.43
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1:q:17:HIS:HA 4:x:12:DA:OP1 2.19 0.43
1:r:191:SER:HB3 3:w:33:DT:C4’ 2.48 0.43
1:r:220:THR:O 1:r:220: THR:HG23 2.17 0.43
1:r:259: THR:O 1:r:260:GLU:C 2.59 0.43
1:1:266:ARG:HG2 1:r:267:LEU:H 1.83 0.43
2:v:10:PRO:HA 4:x:20:DC:C5’ 2.48 0.43
1:B:123:LEU:O 1:B:126:ARG:O 2.37 0.43
1:B:188:ALA:O 1:B:192:PHE:HB2 2.18 0.43
1:C:27:GLU:H 1:C:31:TRP:HD1 1.65 0.43
1:C:190:LEU:O 1:C:194:TYR:N 2.47 0.43
2:E:25:LEU:C 2:E:25:LEU:HD23 2.42 0.43
2:F:10:PRO:HB3 4:H:20:DC:0P2 2.18 0.43
4:H:12:DA:C6 4:H:13:DG:C6 3.07 0.43
1:1:222:ARG:O 1:1:222: ARG:HG3 2.18 0.43
1:J:40: THR:OG1 1:J:41:LEU:HD12 2.18 0.43
1:K:132:PRO:O 1:K:133:LEU:HD22 2.19 0.43
2:M:8:ASP:OD1 3:0:19:DG:0OP1 2.37 0.43
2:M:86:PRO:O 2:M:87:GLU:HG2 2.18 0.43
1:Q:213:TYR:HA 1:Q:225:PRO:HA 2.00 0.43
1:Q:222:ARG:O 1:Q:222:ARG:HG3 2.19 0.43
1:Q:289:HIS:HB2 1:Q:296:CYS:SG 2.58 0.43
1:R:195:GLY:O 3:W:31:DG:N2 2.52 0.43
1:R:205:VAL:HG21 | 1:R:228:ILE:HG12 2.00 0.43
1:R:311:ARG:HB3 | 1:R:317:VAL:HG21 2.00 0.43
1:S:128:GLN:HB3 1:S:131:ASN:OD1 2.18 0.43
1:T:111:PHE:CD1 1:T:230:ASP:O 2.72 0.43
1:T:317:VAL:CG1 1:T:318:VAL:N 2.81 0.43
1:T:323:VAL:O 1:T:324:1LE:C 2.61 0.43
3:W:31:DG:OP1 3:W:31:DG:H2’ 2.19 0.43
1:a:59:TYR:O 1:a:63:LEU:HG 2.19 0.43
1:a:253:ILE:HG13 1:a:254:GLN:N 2.33 0.43
1:b:8:GLN:OE1 1:b:24:LEU:HD22 2.19 0.43
2:e:1:MET:HA 2:¢:3:TYR:HE1 1.84 0.43
1:k:3:THR:HG22 1:k:4:LEU:N 2.33 0.43
1:k:66:PRO:HB2 1:k:68:HIS:CE1 2.54 0.43
1:k:220: THR:CG2 1:1:92:LEU:HD11 2.48 0.43
1:1:121:ASN:O 1:1:125:ARG:HG3 2.19 0.43
1:q:68:HIS:CG 1:q:199: THR:0G1 2.72 0.43
1:q:220: THR:CG2 1:r:92:LEU:HD11 2.49 0.43
1:r:12:VAL:HA 1:r:51:SER:O 2.17 0.43
1:r:194:TYR:CD1 1:1:236:ARG:HG2 2.54 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:5:259: THR:HB 1:5:265:PHE:CD1 2.53 0.43
1:t:239:VAL:O 1:t:243:VAL:HG23 2.19 0.43
1:t:247:VAL:HB 1:t:252:GLU:OE1 2.19 0.43
220:7:TYR:O 2:u:36:SER:HB2 2.18 0.43
1:A:15:LYS:O 4:H:11:DA:HY’ 2.19 0.43
1:A:47:-LEU:HD11 | 1:A:276:LEU:HD11 2.01 0.43
1:A:92:LEU:O 1:A:95:PHE:N 2.52 0.43
1:A:99:GLU:OE2 1:B:96:ARG:HD3 2.18 0.43
1:B:90:LEU:HD13 1:B:314:GLN:HG3 2.00 0.43
1:B:131:ASN:O 1:B:132:PRO:C 2.62 0.43
1:B:165:GLN:HG2 1:B:174:PHE:HB3 2.01 0.43
1:D:2:SER:O 1:D:41:LEU:HA 2.17 0.43
1:1:16:LYS:HG3 1:.1:17:HIS:H 1.82 0.43
1:.1:227-MET:CE 1:1:309:LEU:CD2 2.96 0.43
1:J:189:LEU:HD12 1:J:189:LEU:N 2.33 0.43
1:1:45:VAL:C 1:L:46:LEU:HD12 2.44 0.43
3:0:14:DC:C6 3:0:15:DT:H73 2.54 0.43
1:Q:187:ASN:C 1:Q:187:ASN:HD22 2.27 0.43
1:R:26:GLN:HG2 1:R:31:TRP:CB 2.48 0.43
1:S:117:HIS:O 1:S:121:ASN:HB2 2.19 0.43
1:S:247:VAL:HG23 1:S:248:LEU:CD1 2.49 0.43
1:S:269:ASP:C 1:S:271:ALA:H 2.26 0.43
1:S:289:HIS:CE1 1:S:291:1ILE:HD12 2.54 0.43
1:T:239:VAL:O 1:T:243:VAL:HG23 2.18 0.43
2:U:57.LEU:HD23 2:U:57:LEU:C 2.43 0.43
1:a:22:VAL:O 1:a:33:LYS:HA 2.19 0.43
1:b:117:HIS:O 1:b:121:ASN:ND2 2.51 0.43
1:¢:85:SER:HB3 1:¢:209:GLY:HA2 2.00 0.43
2:1:33:ARG:NH2 2:£:39:GLU:OE2 2.51 0.43
1:1:121:ASN:ND2 1:1:324:ILE:O 2.51 0.43
1:1:145:THR:O 1:1:149:VAL:HG23 2.18 0.43
1:j:68:HIS:CE1 1:3:207:ILE:HA 2.52 0.43
1:k:25:LYS:HG3 1:k:28:ASP:HB2 2.01 0.43
1:k:99:GLU:OE2 1:1:96:ARG:CZ 2.65 0.43
1:1:133:LEU:C 1:1:135:GLY:N 2.76 0.43
1:1:145:THR:HG22 1:1:148:GLN:CG 2.48 0.43
2:m:34:GLN:NE2 2:n:6:ILE:HD12 2.33 0.43
2:57:LEU:C 2:n:57:LEU:HD12 2.43 0.43
1:q:77:-VAL:O 1:1:83:SER:N 2.51 0.43
1:q:127:GLY:O 1:q:128:GLN:HB2 2.19 0.43
1:q:312:HIS:N 1:q:317:VAL:HG22 2.34 0.43
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1:5:131:ASN:ND2 1:5:163:SER:CB 2.82 0.43
1:8:269:ASP:C 1:5:271:ALA:H 2.26 0.43
1::190:LEU:HD12 1::190:LEU:N 2.33 0.43
1:A:26:GLN:O 1:A:28:ASP:N 2.48 0.43
1:B:60:ALA:C 1:B:63:LEU:CD2 2.92 0.43
1:D:68:HIS:NE2 1:D:207:ILE:HA 2.33 0.43
2:F:17.LYS:HD3 3:G:11:DC:0P2 2.18 0.43
2:F:50:LEU:HD23 2:F:50:LEU:C 2.44 0.43
3:G:13:DC:H42 4:H:24:DG:H1 1.67 0.43
4:H:7:DT:02 4:H:7:DT:04’ 2.37 0.43
1:J:198:ARG:HD2 3:0:31:DG:06 2.19 0.43
1:K:47:LEU:N 1:K:47:LEU:HD12 2.34 0.43
1:K:239:VAL:CG2 1:K:240:ALA:N 2.81 0.43
1:L:184:ASP:0OD1 1:L:185:PRO:HD2 2.19 0.43
1:L:268: THR:HG23 1:L:271:ALA:H 1.84 0.43
1:Q:68:HIS:CD2 1:Q:199:THR:OG1 2.71 0.43
1:Q:182:PRO:HB2 | 1:QQ:188:ALA:HB2 2.01 0.43
1:Q:243:VAL:HG13 1:Q:244:VAL:N 2.34 0.43
1:T:214:1LE:O 1:T:227-MET:HE2 2.18 0.43
1:T:303:GLU:HG2 1:T:307:ARG:HE 1.83 0.43
2:V:43:SER:OG 2:V:44:VAL:N 2.48 0.43
2:V:92:ILE:CG2 2:V:93:ILE:N 2.82 0.43
4:X:7:DT:02 4:X:7:DT:04’ 2.36 0.43
4:X:8:DT:H6 4:X:8:DT:H2’ 1.65 0.43
4:X:33:DT:H4’ 4:X:34:DT:0P1 2.19 0.43
1:a:77:VAL:HG23 1:a:78:GLY:N 2.34 0.43
1:b:164:TRP:CZ3 1:b:245:LEU:HD11 2.53 0.43
1:b:198:ARG:HG3 1:b:232:MET:HE1 2.00 0.43
1:¢:69:TYR:O 1:¢:70:LEU:HD12 2.18 0.43
1:¢:92:LEU:O 1:¢:96:ARG:N 2.34 0.43
1:¢:99:GLU:O 1:¢:101:PRO:HD3 2.18 0.43
1:d:222:ARG:HH11 4:h:35:DT:H71 1.83 0.43
1:d:317:VAL:CG1 1:d:318:VAL:N 2.82 0.43
1:3:131:ASN:HB3 1:j:132:PRO:HD2 2.00 0.43
1:k:141:MET:O 1:1:181:PRO:HG3 2.19 0.43
1:q:84:GLU:HA 1:q:206:HIS:CE1 2.54 0.43
1:r:131:ASN:O 1:r:132:PRO:C 2.61 0.43
1:r:189:LEU:N 1:1:189:LEU:HD12 2.33 0.43
1:8:87:ASN:ND2 1:5:314:GLN:HE22 2.16 0.43
1:5:128:GLN:HB3 1:5:131:ASN:OD1 2.19 0.43
1:5:254:GLN:CG 1:5:255:ARG:H 2.26 0.43
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2:v:60:LEU:HD12 2:v:60:LEU:N 2.33 0.43
1:A:288:LYS:O 1:A:293:ASN:CA 2.67 0.43
1:B:139:LEU:C 1:B:139:LEU:CD2 2.84 0.43
1:C:85:SER:HB3 1:C:209:GLY:HA3 2.01 0.43
1:C:192:PHE:HZ 1:C:276:LEU:HD11 1.83 0.43
1:D:198:ARG:O 1:D:202: THR:OG1 2.20 0.43
2:F:13:LYS:HE2 2:F:13:LYS:HA 2.01 0.43
1:1:186: VAL:HG23 1:1:187:ASN:N 2.34 0.43
1:J:266:ARG:HG2 1:J:267:LEU:H 1.83 0.43
1:K:129:VAL:CG1 1:K:130:ASP:N 2.75 0.43
1:K:250:GLN:OE1 1:K:250:GLN:N 2.52 0.43
2:N:8:ASP:HA 4:P:21:DC:OP1 2.18 0.43
2:N:8:ASP:0OD1 4:P:21:DC:0OP1 2.36 0.43
1:R:241:ASP:O 1:R:245:LEU:HD13 2.19 0.43
2:V:41:PHE:CD2 2:V:88:LYS:HB3 2.54 0.43
2:V:88:LYS:HA 2:V:88:LYS:HD?2 1.81 0.43
2:V:92:ILE:C 2:V:93:ILE:HG13 2.44 0.43
4:X:15:DG:H2” 4:X:16:DA:0OP2 2.19 0.43
1:a:104:ARG:NH1 1:a:219:GLU:OE1 2.50 0.43
1:b:79:SER:OG 1:b:81:LEU:HD11 2.19 0.43
1:d:133:LEU:C 1:d:135:GLY:N 2.76 0.43
1:1:292:PHE:CE2 1:1:295:LYS:HE3 2.53 0.43
1:1:114:GLY:HA3 1:1:321:PRO:HB2 1.99 0.43
1:1:129:VAL:HG21 1:1:133:LEU:CD1 2.45 0.43
1:r:253:1ILE:HB 1:1:255:ARG:HD2 2.01 0.43
1:8:247:-VAL:HG12 | 1:s:251:ARG:HH21 1.82 0.43
1:5:286:GLU:C 1:5:288:LYS:H 2.27 0.43
1:A:18:GLU:OE1 2:E:21:ARG:NH2 2.51 0.43
1:B:109:LYS:HB3 1:B:141:MET:CE 2.47 0.43
1:C:149:VAL:HA 1:C:152:1ILE:HD12 2.00 0.43
1:C:164: TRP:CD1 | 1:C:168:LEU:HD11 2.54 0.43
1:C:196:LEU:CD1 1:C:279:PHE:CZ 3.01 0.43
1:K:76:TYR:HB2 1:K:195:GLY:O 2.19 0.43
1:L:266:ARG:HG2 1:L:267:LEU:N 2.33 0.43
1:L:288:LYS:HD3 1:L:294:TYR:O 2.19 0.43
1:Q:84:GLU:HA 1:Q:206:HIS:CE1 2.54 0.43
1:Q:197:LEU:HG 1:Q:232:MET:HGS3 1.99 0.43
1:S:3:THR:HG22 1:S:4:LEU:N 2.34 0.43
1:S:136:ARG:HD3 | 1:S:139:LEU:HD12 2.00 0.43
1:T:270:SER:O 1:T:274:. THR:HG23 2.18 0.43
1:T:288:LYS:HD3 1:T:296:CYS:SG 2.59 0.43
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1:a:118:ASN:CB 1:a:238:LEU:HD21 2.41 0.43
1:b:191:SER:HA 3:2:33:DT:03’ 2.19 0.43
1:¢:18:GLU:HG3 2:1:25:LEU:HD13 1.99 0.43
1:¢:107:ILE:HD13 1:¢:216:PHE:CE2 2.54 0.43
2:e:4:LEU:HD22 2:€:68: TYR:HD2 1.83 0.43
1:j:42:GLU:OE2 1:3:86:ARG:CZ 2.66 0.43
1:j:71:THR:O 1:j:74:GLY:N 2.48 0.43
1:j:95:PHE:O 1:3:98:HIS:N 2.51 0.43
1:j:201:VAL:CG1 1:j:228: ILE:HG23 2.49 0.43
1:j:215:GLY:HA3 1:j:226:ALA:HB3 2.01 0.43
1:k:17:HIS:N 3:0:9:DT:0P2 2.52 0.43
1:1:267:LEU:HB2 1:1:272: THR:HG22 2.01 0.43
1:q:150:ARG:NH2 1:q:217:LEU:O 2.51 0.43
1:q:197:LEU:HD23 1:q:232:MET:CG 2.49 0.43
1:r:137:GLY:C 1:1:139:LEU:H 2.27 0.43
1:r:164: TRP:CZ3 1:1:245:LEU:HD11 2.54 0.43
1:5:27:GLU:H 1:s:31:TRP:HD1 1.65 0.43
1:t:295:LYS:O 1:t:296:CYS:SG 2.75 0.43
1:A:6:LEU:HD23 1:A:6:LEU:C 2.44 0.43
1:A:164: TRP:HB3 | 1:A:168:LEU:HD11 2.01 0.43
3:G:4:DT:H6 3:G:4:DT:H2’ 1.63 0.43
3:G:31:DG:H2’ 3:G:31:DG:N3 2.33 0.43
1:1:282:LYS:O 1:1:285:SER:OG 2.26 0.42
1:J:283:LEU:CD2 1:J:299:ARG:HE 2.32 0.42
1:K:136:ARG:CZ 1:K:159:GLU:OE2 2.64 0.42
1:K:289:HIS:O 1:K:292:PHE:O 2.37 0.42
2:N:48:ALA:O 2:N:52: THR:HG23 2.19 0.42
1:R:17:HIS:O 1:R:18:GLU:HG3 2.18 0.42
1:S:47:LEU:N 1:S:47:LEU:HD12 2.34 0.42
1:a:16:LYS:O 1:a:18:GLU:N 2.52 0.42
1:a:88:GLY:CA 1:b:214:ILE:HD11 2.49 0.42
1:a:177:ARG:NH1 1:a:178:PHE:O 2.52 0.42
1:a:288:LYS:0O 1:a:289:HIS:HB3 2.19 0.42
1:b:20:PHE:HE1 1:b:56:ALA:HB1 1.84 0.42
1:¢:86:ARG:HG3 1:d:213:TYR:CZ 2.54 0.42
1:1:19:ALA:HB2 2:m:28:GLY:HA3 1.99 0.42
1:j:117:HIS:O 1:j:121:ASN:ND2 2.52 0.42
1:k:142:ARG:NE 1:1:263:GLY:HA2 2.34 0.42
1:1:100:ASP:0OD2 1:1:103:GLN:HG3 2.18 0.42
1:1:237:ALA:HA 1:1:241:ASP:0OD2 2.19 0.42
3:0:14:DC:C2’ 3:0:15:DT:H71 2.49 0.42
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4:p:15:DG:H2” 4:p:16:DA:OP2 2.19 0.42
1:q:26:GLN:HB3 1:q:32:LYS:HD2 2.01 0.42
1:q:289:HIS:O 1:q:290:PRO:C 2.61 0.42
1:r:109:LYS:HD3 1:r:141:MET:HA 2.01 0.42
1:r:164: TRP:O 1:r:168:LEU:N 2.49 0.42
1:1:198:ARG:O 1:r:202: THR:CB 2.67 0.42
1:t:183: THR:HG22 1:t:183:THR:O 2.19 0.42
1:t:195:GLY:O 1:t:198:ARG:HB3 2.18 0.42
1:A:18:GLU:OE2 2:E:25:LEU:HD12 2.19 0.42
1:A:73:PHE:O 1:A:192:PHE:HD1 2.02 0.42
1:A:177:ARG:C 1:A:177:ARG:CD 2.92 0.42
1:A:261:SER:O 1:A:262:LEU:C 2.61 0.42
1:C:25:LYS:HB3 1:C:31:TRP:CA 2.48 0.42
3:G:10:DG:H2” 3:G:11:DC:C6 2.54 0.42
1:1:288:LYS:0O 1:1:293:ASN:N 2.52 0.42
1:J:291:ILE:HD12 1:5:171:GLU:CG 2.49 0.42
1:K:45:VAL:HG12 1:K:47.LEU:CD1 2.48 0.42
1:R:90:LEU:HB2 1:R:314:GLN:HE21 1.84 0.42
1:R:164: TRP:O 1:R:167:MET:N 2.50 0.42
2:U:3:TYR:CD2 2:U:47:PHE:CD1 3.07 0.42
4:X:20:DC:H2” 4:X:21:DC:CY’ 2.48 0.42
4:X:34:DT:H2” 4:X:35:DT:C5’ 2.49 0.42
1:a:61:LEU:HD12 1l:a:61:LEU:N 2.33 0.42
1:a:149:VAL:O 1:a:152:ILE:N 2.45 0.42
1:a:199: THR:CG2 1:a2:200: GLN:N 2.81 0.42
1:a:243:VAL:HG13 1:a:244:VAL:N 2.34 0.42
1:¢:87:ASN:ND2 1:¢:314:GLN:HE22 2.17 0.42
1:¢:214:1LE:O 1:¢:227:-MET:CG 2.55 0.42
1:d:215:GLY:HA2 1:d:227:-MET:HE2 2.01 0.42
1:d:231:LEU:O 1:d:234:GLU:HG2 2.19 0.42
1:1:22:VAL:HG12 1:1:34:GLN:O 2.19 0.42
1:1:324:1ILE:HG22 1:1:325:ARG:N 2.34 0.42
1:j:3: THR:HG21 1:5:307:ARG:HH12 1.84 0.42
1:j:26:GLN:HG2 1:j:31: TRP:CB 2.44 0.42
1:3:160: TYR:O 1:j:164: TRP:CD1 2.7 0.42
1:1:22: VAL:HG12 1:1:34:GLN:O 2.19 0.42
3:0:27:DT:H3’ 3:0:28:DC:04’ 2.19 0.42
1:q:49:TYR:CE1 1:r:58:GLY:HA3 2.54 0.42
1:q:177:ARG:NH1 1:q:187:ASN:ND2 2.67 0.42
1:q:199:THR:HG23 | 1:q:200:GLN:HG2 2.01 0.42
1:q:222:ARG:O 1:q:222:ARG:HG3 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:q:289:HIS:O 1:q:292:PHE:N 2.52 0.42
1:5:16:LYS:HB2 1:5:21:HIS:CD2 2.54 0.42
1:5:129:VAL:CG1 1:5:130:ASP:N 2.80 0.42
1:5:220: THR:HG23 1:5:220:THR:O 2.18 0.42
1:t:70:LEU:HD21 1:t:203:ALA:HB1 2.01 0.42
1:t:134:LYS:C 1:t:136:ARG:H 2.27 0.42
1:t:323:VAL:O 1:t:324:1LE:C 2.61 0.42
2:u:25:LEU:C 2:u:25:LEU:HD23 2.44 0.42
2:v:8:ASP:0OD1 4:x:21:DC:0OP1 2.37 0.42
1:A:178:PHE:CB 1:A:181:PRO:HD2 2.47 0.42
1:A:244:VAL:HA 1:A:247:-VAL:HG22 2.01 0.42
1:B:60:ALA:C 1:B:63:LEU:HD21 2.43 0.42
1:B:97:ALA:HA 1:B:103:GLN:OE1 2.19 0.42
1:C:114:GLY:HA3 1:C:321:PRO:HG2 2.01 0.42
1:1:16:LYS:O 1:I:18:GLU:N 2.52 0.42
3:0:13:DC:N3 4:P:24:DG:N2 2.56 0.42
1:Q:296:CYS:SG 1:Q:296:CYS:O 2.76 0.42
1:R:289:HIS:N 1:R:290:PRO:HD2 2.34 0.42
1:S:260:GLU:O 1:S:261:SER:OG 2.29 0.42
1:T:8:GLN:C 1:T:10:ASP:H 2.26 0.42
1:T:15:LYS:HE2 1:T:18:GLU:HA 2.01 0.42
1:T:145:THR:HG22 | 1:T:148:GLN:CG 2.50 0.42
1:a:291:ILE:C 1:a:291:ILE:HD12 2.44 0.42
1:b:161:PHE:HA 1:b:164: TRP:CD1 2.54 0.42
1:b:292:PHE:O 1:b:293:ASN:C 2.60 0.42
1:¢:213:TYR:O 1:¢:220: THR:CB 2.67 0.42
1:d:43:ASP:0OD2 1:d:307:ARG:NH1 2.51 0.42
2:¢:81:TYR:O 2:1:60:LEU:HD23 2.19 0.42
1:1:49:TYR:CD1 1:3:58:GLY:HA3 2.54 0.42
1:k:9:PRO:HB3 1:k:48:GLY:O 2.19 0.42
1:k:24:LEU:N 1:k:31:TRP:O 2.52 0.42
1:k:161:PHE:HE2 1:k:177:ARG:HB3 1.84 0.42
1:k:198:ARG:NH1 1:1:83:SER:OG 2.45 0.42
2:m:67:ILE:HD12 2:n:79:1LE:HG23 2.01 0.42
1:q:194:TYR:CE1 1:q:236:ARG:HG3 2.54 0.42
1:q:247:-VAL:HG23 1:q:248:LEU:CD1 2.49 0.42
1:5:229:LEU:N 1:5:229:LEU:HD12 2.34 0.42
1:t:53: THR:CG2 1:t:55:GLU:HB3 2.48 0.42
1:A:289:HIS:O 1:A:290:PRO:C 2.62 0.42
1:A:293:ASN:O 1:A:294:TYR:HB2 2.20 0.42
1:B:10:ASP:HB3 1:B:25:LYS:HB2 2.00 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:C:121:ASN:O 1:C:125:ARG:HG3 2.19 0.42
1:C:215:GLY:HA3 1:C:226:ALA:HB3 2.00 0.42
1:D:107:ILE:CG2 1:D:111:PHE:HE2 2.33 0.42
2:E:42:LEU:HB2 2:E:46:GLN:OE1 2.20 0.42
1:K:263:GLY:O 1:K:264:ALA:C 2.63 0.42
1:Q:25:LYS:HG2 1:Q:30:SER:O 2.20 0.42
1:Q:213:TYR:O 1:Q:220: THR:0G1 2.35 0.42
1:S:46:LEU:O 1:S:70:LEU:N 2.47 0.42
1:S:263:GLY:O 1:S:264:ALA:C 2.62 0.42
1:S:285:SER:HB2 1:S:298:TYR:CD2 2.54 0.42
1:T:119:GLN:O 1:T:123:LEU:N 2.35 0.42
l:a:52:ILE:HG21 1:a:57:LEU:CD1 2.43 0.42
1:b:126:ARG:NH2 1:b:246: THR:OG1 2.52 0.42
1:¢:286:GLU:O 1:¢:287:PHE:CD1 2.73 0.42
1:¢:289:HIS:HB3 1:¢:294:TYR:HB2 2.02 0.42
1:d:31: TRP:CD1 3:g:50:DT:H4’ 2.55 0.42
1:d:164: TRP:O 1:d:168:LEU:N 2.49 0.42
1:k:99:GLU:O 1:k:101:PRO:HD3 2.19 0.42
2:m:10:PRO:HB3 3:0:18:DC:0OP2 2.19 0.42
3:0:23:DG:N2 3:0:24:DC:H1’ 2.35 0.42
1:r:47:LEU:HD23 1:r:72:GLN:HA 2.00 0.42
1:5:269:ASP:O 1:5:270:SER:HB2 2.19 0.42
1:t:25:LYS:NZ 3:w:6:DT:H5’ 2.34 0.42
1:t:129:VAL:HG21 1:t:133:LEU:CD1 2.26 0.42
1:1:229:LEU:HD12 1:1:229:LEU:N 2.34 0.42
1:A:49:TYR:CG 1:B:58:GLY:HA3 2.55 0.42
1:C:7:THR:N 2:F:93:ILE:O 2.53 0.42
1:C:92:LEU:O 1:C:95:PHE:N 2.52 0.42
1:1:127:GLY:O 1:1:128: GLN:HB2 2.19 0.42
1:J:133:LEU:HG 1:J:134:LYS:N 2.28 0.42
1:K:73:PHE:CE1 1:K:266:ARG:HB3 2.54 0.42
1:K:269:ASP:OD1 1:K:270:SER:N 2.53 0.42
1:L:221:THR:O 1:1:224:GLN:HB2 2.18 0.42
2:N:78: THR:O 2:N:79:.ILE:C 2.63 0.42
1:S:78:GLY:CA 1:T:82:PRO:HA 2.50 0.42
1:T:45:VAL:C 1:T:46:LEU:HD12 2.44 0.42
1:T:128: GLN:NE2 1:T:166:GLU:CD 2.77 0.42
2:V:23:PHE:HD1 2:V:38:PHE:HZ 1.66 0.42
1:¢:9:PRO:HB3 1:¢:48:GLY:O 2.19 0.42
1:¢:30:SER:O 1:c:31:TRP:HB2 2.19 0.42
1:¢c:216:PHE:HB2 1:¢:230:ASP:0D2 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:d:277:GLY:O 1:d:281:ARG:HB2 2.20 0.42
2:4:57:LEU:HD12 2:4:57:LEU:C 2.44 0.42
3:g:27:DT:H3’ 3:2:28:DC:04’ 2.20 0.42
1:1:3: THR:HG22 1:1:4:LEU:N 2.34 0.42
1:1:18:GLU:OE2 2:m:25:LEU:CB 2.67 0.42
1:1:84:GLU:HA 1:1:206:HIS:CE1 2.54 0.42
1:1:199: THR:CG2 1:1:200:GLN:N 2.82 0.42
1:j:100:ASP:0OD2 1:j:103:GLN:HG3 2.19 0.42
1:k:189:LEU:CD2 1:k:244:VAL:HG22 2.50 0.42
1:1:4:LEU:HD12 1:1:5:TYR:N 2.34 0.42
1:1:276:LEU:N 1:1:276:LEU:HD12 2.34 0.42
1:q:218:HIS:CE1 1:q:229:LEU:HB3 2.55 0.42
1:r:285:SER:O 1:1:297:- THR:HA 2.19 0.42
1:8:247:-VAL:HG23 | 1:s:248:LEU:HD12 2.00 0.42
1:s:317:VAL:HG12 1:5:318:VAL:N 2.34 0.42
1:t:126:ARG:HD3 1:t:167:-MET:HE1 2.01 0.42
2:v:16:ASN:CG 2:v:19:ARG:NH1 2.78 0.42
2:v:47:PHE:O 2:v:51:GLN:N 2.38 0.42
1:A:70:LEU:HD23 1:A:76:TYR:HA 2.01 0.42
1:B:5:TYR:HE1 1:B:303:GLU:OE1 2.03 0.42
1:C:218:HIS:CE1 1:C:229:LEU:HB3 2.55 0.42
1:C:247:VAL:HG21 | 1:C:252:GLU:OE2 2.19 0.42
1:D:317:VAL:CG1 1:D:318:VAL:N 2.82 0.42
1:1:96:ARG:HD3 1:B:219:GLU:HB3 2.01 0.42
1:1:247:VAL:HG23 1:1:248:LEU:CD1 2.48 0.42
1:1:277:GLY:O 1:1:281:ARG:HG3 2.19 0.42
1:J:25:LYS:O 1:J:29:GLY:O 2.37 0.42
1:K:113:LYS:HD2 1:K:117:HIS:CE1 2.55 0.42
1:K:130:ASP:0OD2 1:K:132:PRO:CG 2.62 0.42
1:1:180:ARG:HB2 4:P:35:DT:C4’ 2.47 0.42
3:0:18:DC:H42 4:P:19:DG:H1 1.68 0.42
4:P:20:DC:H2” 4:P:21:DC:0%’ 2.20 0.42
1:R:48:GLY:C 1:R:50:PRO:HD3 2.45 0.42
1:S:194:TYR:OH 1:S:241:ASP:HB2 2.19 0.42
1:T:123:LEU:O 1:T:127:GLY:N 2.53 0.42
2:U:7:TYR:O 2:U:36:SER:HB2 2.18 0.42
2:V:58:ILE:HG23 2:V:63:ASP:0D2 2.20 0.42
4:X:29:DC:02 4:X:29:DC:C2’ 2.66 0.42
1:c:46:LEU:HD?22 1:c:52:ILE:HD11 1.97 0.42
1:d:237:ALA:HA 1:d:241:ASP:0OD2 2.20 0.42
2:e:8:ASP:0OD1 3:2:19:DG:OP1 2.36 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:¢:10:PRO:HB3 3:¢:18:DC:0OP2 2.20 0.42
1:3:287:PHE:HD1 1:3:294:-TYR:CE1 2.38 0.42
1:k:107:ILE:HD13 1:k:216:PHE:HE2 1.84 0.42
1:1:224:GLN:HE22 4:p:35:DT:HT72 1.85 0.42
2:n:58:ILE:HG23 2:1:63:ASP:0D2 2.19 0.42
1:q:61:LEU:N 1:q:61:LEU:CD1 2.82 0.42
1:s:199: THR:HG23 1:5:200: GLN:HG2 2.01 0.42
1:5:238:LEU:CD1 1:5:239:VAL:HG13 2.50 0.42
1:A:6:LEU:HA 2:E:93:ILE:C 2.44 0.42
1:A:256:GLN:HB3 | 1:A:268: THR:HG22 2.01 0.42
2:F:72:GLU:O 2:F:75:VAL:N 2.52 0.42
1:1:212:PRO:HB2 1:1:225:PRO:HB3 2.00 0.42
1:I:232:MET:HE3 1:1:236:ARG:HH21 1.85 0.42
1:J:180:ARG:HG3 3:0:33:DT:04’ 2.20 0.42
1:J:263:GLY:CA 1:A:142:ARG:NH1 2.83 0.42
1:K:49:TYR:CE1 1:K:70:LEU:O 2.73 0.42
1:1L:237:ALA:HA 1:L:241:ASP:0D2 2.19 0.42
1:Q:289:HIS:O 1:Q:290:PRO:C 2.62 0.42
1:R:4:LEU:HD22 1:R:36:ILE:HD11 2.02 0.42
1:S:114:GLY:HA3 1:S:321:PRO:CG 2.48 0.42
1:S:129:VAL:CG1 1:S:130:ASP:N 2.80 0.42
1:T:288:LYS:O 1:T:289:HIS:CB 2.68 0.42
2:¢:23:PHE:CD1 2:e:38:PHE:HZ 2.37 0.42
3:2:13:DC:N3 4:h:24:DG:N2 2.57 0.42
1:1:15:LYS:HD3 1:1:16:LYS:O 2.20 0.42
1:1:142:ARG:HD2 1:t:263:GLY:CA 2.50 0.42
1:1:177:ARG:NH2 1:1:190:LEU:HB2 2.34 0.42
1:j:161:PHE:HA 1:;j:164: TRP:NE1 2.35 0.42
1:k:74:GLY:HA3 1:k:192:PHE:CD1 2.55 0.42
1:k:245:LEU:HD12 1:k:245:LEU:H 1.84 0.42
2:m:56:LYS:HG2 2:m:56:LYS:O 2.19 0.42
1:q:164: TRP:O 1:q:167:MET:N 2.45 0.42
1:r:3:THR:HG22 1:1:43:ASP:HB2 2.01 0.42
1:1:303:GLU:OE2 1:1:307:ARG:CZ 2.67 0.42
1:1:311:ARG:HB3 1:r:317:VAL:HG21 2.02 0.42
1:t:100:ASP:0OD2 1:t:103:GLN:HG3 2.19 0.42
1:t:164: TRP:O 1:t:167:-MET:N 2.53 0.42
1:D:260:GLU:HB3 1:D:264:ALA:O 2.20 0.42
2:F:34:GLN:HB2 2:F:37:VAL:HB 2.01 0.42
3:G:12:DC:C2’ 3:G:13:DC:H5’ 2.50 0.42
1:1:146:LEU:O 1:1:149:VAL:N 2.44 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:289:HIS:O 1:1:290:PRO:C 2.63 0.42
1:K:39:GLN:HG2 2:N:29:TYR:CZ 2.55 0.42
1:L:150:ARG:O 1:L:153:GLU:HG2 2.19 0.42
4:P:8:DT:C4’ 4:P:9:DG:0OP2 2.67 0.42
1:Q:139:LEU:HG 1:Q:139:LEU:O 2.20 0.42
1:Q:197:LEU:HD23 | 1:Q:232:2MET:CG 2.50 0.42
4:X:16:DA:H2” 4:X:17:DC:C5H 2.55 0.42
l:a:13:LEU:HD23 1:a:13:LEU:C 2.45 0.42
1:a:239:VAL:HG23 1:a:240:ALA:N 2.34 0.42
1:b:27:GLU:O 1:b:28:ASP:HB2 2.19 0.42
1:b:252:GLU:CG 1:b:256:GLN:OE1 2.67 0.42
1:b:288:LYS:C 1:b:288:LYS:CD 2.88 0.42
1:d:21:HIS:CD2 1:d:21:HIS:C 2.96 0.42
1:d:189:LEU:N 1:d:189:LEU:HD12 2.35 0.42
3:¢:24:DC:H2’ 3:2:25:DT:C7 2.49 0.42
1:k:285:SER:HB2 1:k:298: TYR:CD2 2.54 0.42
1:1:234:GLU:HG3 1:1:235:PHE:CD2 2.55 0.42
2m:7:TYR:O 2:m:36:SER:HB2 2.20 0.42
2:n:52:THR:O 2:n:56:LYS:HB2 2.20 0.42
4:p:8:D'T:H6 4:p:8:DT:H2’ 1.60 0.42
4:p:11:DA:C6 4:p:12:DA:C6 3.07 0.42
1:r:13:LEU:HD12 1:r:13:LEU:N 2.35 0.42
1:r:103:GLN:O 1:r:107:ILE:HD12 2.19 0.42
2:u:22:LEU:HD11 2:u:26:LEU:HD11 2.01 0.42
4:x:15:DG:H2” 4:x:16:DA:OP2 2.20 0.42
1:D:11:ALA:O 1:D:50:PRO:HB3 2.20 0.42
1:D:242:SER:O 1:D:246: THR:N 2.53 0.42
4:H:33:DT:02 4:H:33:DT:P 2.78 0.42
1:1:45:VAL:C 1:1:46:LEU:HD12 2.45 0.42
1:1:132:PRO:O 1:1:136:ARG:HG3 2.20 0.42
1:1:289:HIS:CD2 1:1:291:ILE:HG13 2.55 0.42
1:K:89:GLN:HB3 1:C:89:GLN:HB3 2.01 0.42
1:K:199:THR:HG23 | 1:K:200:GLN:HG2 2.02 0.42
1:L:53: THR:CG2 1:L:55:GLU:HB3 2.50 0.42
1:L:288:LYS:CG 1:L:292:PHE:O 2.68 0.42
2:M:25:LEU:O 2:M:28:GLY:N 2.37 0.42
1:Q:18:GLU:OE2 2:U:25:LEU:HB2 2.20 0.42
1:Q:262:LEU:C 1:Q:262:LEU:HD13 2.44 0.42
1:S:161:PHE:HB3 1:S:174:PHE:HE2 1.84 0.42
1. T:47.LEU.-HG 1:T:72:GLN:HA 2.02 0.42
1:T:53: THR:CG2 1:T:55:GLU:HB3 2.49 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:T:126:ARG:HB3 | 1:T:167:MET:HE3 2.02 0.42
2:V:8:ASP:0OD1 4:X:21:DC:0P1 2.37 0.42
1:a:129:VAL:O 1:a:129:VAL:HG13 2.18 0.42
1:a:296:CYS:SG 1:a:296:CYS:0O 2.78 0.42
1:b:47:LEU:HD23 1:b:72:GLN:HA 2.02 0.42
1:b:231:LEU:O 1:b:234:GLU:HG2 2.20 0.42
1:d:48:GLY:C 1:d:50:PRO:HD3 2.45 0.42
1:d:191:SER:OG 4:h:35:DT:05’ 2.37 0.42
1:j:197:LEU:HD21 1:3:235:PHE:HB2 2.02 0.42
1:j:283:LEU:HD23 1:j:299:ARG:HB2 2.02 0.42
1:k:288:LYS:HZ2 1:k:295:LYS:HE2 1.83 0.42
2:m:18:ARG:HH12 2:m:63:ASP:CG 2.23 0.42
2:m:50:LEU:O 2:m:53:ALA:HB3 2.19 0.42
3:0:14:DC:H2” 3:0:15:DT:H71 2.01 0.42
4:p:8:DT:04’ 4:p:9:DG:0P2 2.38 0.42
1:q:29:GLY:O 1:q:30:SER:OG 2.30 0.42
1:r:180:ARG:HG3 3:w:33:DT:04’ 2.20 0.42
1:1:278:ALA:HA 1:1:281:ARG:HD3 2.02 0.42
1:t:180:ARG:HD3 4:x:35:DT:0OP1 2.20 0.42
2:u:5:ILE:HD12 2:u:26:LEU:HD22 2.02 0.42
2:u:57:LEU:HD23 2:u:57:LEU:C 2.45 0.42
3:w:31:DG:H8 3:w:32:DT:H3’ 1.85 0.42
1:C:180:ARG:HB3 1:C:181:PRO:CD 2.50 0.42
1:D:69:TYR:O 1:D:70:LEU:HD12 2.19 0.42
1:D:123:LEU:O 1:D:127:GLY:N 2.53 0.42
2:E:10:PRO:HB3 3:G:18:DC:0P2 2.19 0.42
2:F:23:PHE:HE2 4:H:23:DG:0OP2 2.03 0.42
1:J:53: THR:HG23 1:J:56:ALA:N 2.34 0.42
1:K:95:PHE:O 1:K:98:HIS:N 2.51 0.42
1:K:289:HIS:CB 1:K:294: TYR:HB2 2.50 0.42
1:L:137:GLY:C 1:L:139:LEU:N 2.78 0.42
1:1:222:ARG:NH2 1:C:103:GLN:C 2.77 0.42
1:L:317:VAL:CG1 1:L:318:VAL:N 2.82 0.42
1:Q:50:PRO:O 1:R:54:GLY:HA3 2.20 0.42
1:Q:189:LEU:O 1:Q:192:PHE:HB3 2.20 0.42
1:Q:288:LYS:O 1:Q:293:ASN:N 2.53 0.42
1:R:47:LEU:O 1:R:70:LEU:C 2.63 0.42
1:R:107:ILE:HG22 1:R:111:PHE:HE2 1.84 0.42
1:R:198:ARG:HD2 3:W:31:DG:C6 2.55 0.42
1:T:116:VAL:HA 1:T:119:GLN:HE21 1.85 0.42
1:T:181:PRO:HG3 1:a:141:MET:O 2.20 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

2:V:35:PHE:HE2 3:W:18:DC:C4’ 2.33 0.42
3:W:31:DG:H2’ 3:W:31:DG:N3 2.34 0.42
1:b:201:VAL:HG11 1:b:228:ILE:HG23 2.02 0.42
1:b:225:PRO:O 1:b:229:LEU:HG 2.20 0.42
1:d:45:VAL:C 1:d:46:LEU:HD12 2.45 0.42
1:d:148:GLN:O 1:d:152:ILE:HG12 2.20 0.42
2:£:25:LEU:O 2:1:28:GLY:N 2.43 0.42
1:1:218:HIS:HB2 1:1:226:ALA:HB1 2.02 0.42
1:1:261:SER:O 1:1:262:LEU:C 2.62 0.42
1:j:263:GLY:HA2 1:5:142:ARG:NE 2.35 0.42
1:k:222:ARG:O 1:k:222:ARG:HG2 2.19 0.42
2:m:42:LEU.HB2 2:m:46:GLN:OE1 2.19 0.42
1:1:25:LYS:HA 1:r:25:LYS:HE2 2.02 0.42
1:r:63:LEU:HD23 1:r:63:LEU:N 2.34 0.42
1:r:107:ILE:CG2 1:r:111:PHE:HE2 2.33 0.42
1:t:119:GLN:O 1:t:122:LEU:HB3 2.19 0.42
4:x:33:DT:H71 4:x:35:DT:H5’ 2.01 0.42
1:A:111:PHE:CD1 1:A:234:GLU:OE2 2.73 0.42
1:A:194:TYR:CE1 1:A:236:ARG:HG3 2.54 0.42
1:A:205:VAL:HG21 | 1:A:212:PRO:HG3 2.01 0.42
1:A:269:ASP:C 1:A:271:ALA:H 2.26 0.42
1:B:90:LEU:HB2 1:B:314:GLN:HE21 1.85 0.42
1:B:198:ARG:HG3 1:B:232:MET:CE 2.50 0.42
1:C:69:TYR:O 1:C:70:LEU:HD12 2.19 0.42
1:C:235:PHE:O 1:C:239:VAL:HG22 2.20 0.42
1:C:247:VAL:HG12 | 1:C:251:ARG:HH21 1.85 0.42
1:C:254:GLN:C 1:C:256:GLN:H 2.28 0.42
1:D:101:PRO:O 1:D:105:LEU:N 2.41 0.42
1:D:279:PHE:O 1:D:283:LEU:HD13 2.19 0.42
2:E:8:ASP:0OD1 3:G:19:DG:0OP1 2.38 0.42
2:F:32:TRP:HD1 2:F:38:PHE:CZ 2.38 0.42
3:G:14:DC:C2’ 3:G:15:DT:H71 2.50 0.42
4:H:18:DC:H2” 4:H:19:DG:HS8 1.74 0.42
1:1:89:GLN:NE2 1:A:96:ARG:HH12 2.18 0.41
1:J:47:LEU:O 1:J:70:LEU:C 2.63 0.41
1:J:123:LEU:O 1:J:126:ARG:O 2.37 0.41
1:J:232:MET:O 1:J:236:ARG:HG3 2.20 0.41
1:J:286:GLU:HB3 1:J:296:CYS:O 2.20 0.41
1:K:3:THR:HG23 1:K:43:ASP:0OD1 2.19 0.41
1:K:229:LEU:H 1:K:229:LEU:HD12 1.85 0.41
1:L:38:ALA:O 1:L:39:GLN:CG 2.67 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:L:90:LEU:CD2 1:L:208:ALA:O 2.68 0.41
1:L:90:LEU:HD13 1:1:310:ALA:HB1 2.02 0.41
1:L:250:GLN:N 1:L:250:GLN:OE1 2.53 0.41
1:Q:3: THR:HG22 1:Q:4:LEU:N 2.35 0.41
1:R:69:TYR:O 1:R:70:LEU:HD12 2.21 0.41
1:R:75:LYS:HD2 3:W:30:DA:H5” 2.01 0.41
1:R:103:GLN:O 1:R:107:ILE:HD12 2.19 0.41
1:S:302:ILE:HD12 1:S:302:ILE:N 2.35 0.41
1:T:150:ARG:NH2 1:T:217:LEU:O 2.53 0.41
1:T:183: THR:O 1:T:183: THR:HG22 2.20 0.41
1:T:253:ILE:HG22 1:T:254:GLN:N 2.35 0.41
1:a:49:TYR:CD1 1:b:58:GLY:HA3 2.55 0.41
1:a:114:GLY:O 1:a:118:ASN:ND2 2.53 0.41
1:a:262:LEU:C 1:a:262:LEU:HD13 2.44 0.41
2:¢:80: THR:HG21 2:¢:83:THR:O 2.20 0.41
2:¢:83: THR:OG1 2:1:66:CYS:SG 2.77 0.41
1:j:8:GLN:OE1 1:j:24:LEU:HD22 2.20 0.41
1:j:131:ASN:O 1:j:132:PRO:C 2.63 0.41
1:k:3: THR:HG23 1:k:43:ASP:0OD1 2.20 0.41
1:k:185:PRO:O 1:k:188:ALA:HB3 2.20 0.41
1:1:60:ALA:HA 1:r:63:LEU:HD21 2.02 0.41
1:r:133:LEU:HD23 1:r:133:LEU:H 1.84 0.41
1:5:5:TYR:CG 1:8:276:LEU:HD23 2.54 0.41
1:s:161:PHE:HB3 1:5:174:PHE:HE2 1.85 0.41
1:A:46:LEU:O 1:A:70:LEU:N 2.53 0.41
1:A:278:ALA:HB1 1:A:281:ARG:NH2 2.32 0.41
1:B:120:TYR:HB3 1:B:133:LEU:CD1 2.50 0.41
1:C:131:ASN:ND2 1:C:163:SER:CB 2.83 0.41
1:D:184:ASP:OD1 1:D:185:PRO:HD2 2.21 0.41
1:D:288:LYS:CG 1:D:289:HIS:H 2.32 0.41
1:1:84:GLU:HA 1:1:206:HIS:CE1 2.56 0.41
1:1:143:GLN:NE2 1:1:148:GLN:HB3 2.35 0.41
1:K:149:VAL:O 1:K:152:ILE:N 2.50 0.41
1:L:181:PRO:HG3 1:C:141:MET:O 2.19 0.41
1:1L:218:HIS:HB2 1:1:226:ALA:HB1 2.02 0.41
2:M:6:1LE:O 2:M:65:VAL:HG13 2.20 0.41
2:N:10:PRO:HA 4:P:20:DC:H5” 2.01 0.41
2:N:23:PHE:HE2 4:P:23:DG:P 2.43 0.41
2:N:34:GLN:HB2 2:N:37:VAL:HB 2.01 0.41
1:Q:3:THR:HG23 1:Q:43:ASP:HB3 2.01 0.41
1:R:295:LYS:HD3 1:R:295:LYS:C 2.45 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:S:213:TYR:O 1:S:220: THR:HG21 2.20 0.41
1:S:314:GLN:O 1:a:87:ASN:HA 2.20 0.41
1:T:180:ARG:HB3 4:X:35:DT:H4’ 2.01 0.41
1:a:53:THR:HG21 4:h:11:DA:P 2.61 0.41
1:a:201:VAL:HG11 1:a:228:ILE:HG23 2.02 0.41
1:b:90:LEU:CD2 1:b:208:ALA:O 2.68 0.41
1:d:184:ASP:HB3 1:d:187:ASN:OD1 2.20 0.41
3:¢:14:DC:C6 3:g:15:DT:H73 2.55 0.41
1:1:104:ARG:NH1 1:1:219:GLU:OE1 2.52 0.41
1:j:280:ASP:0OD1 1:j:281:ARG:N 2.53 0.41
1:k:84:GLU:OE2 1:1:213: TYR:HE2 2.03 0.41
1:k:161:PHE:HB3 1:k:174:PHE:HE2 1.85 0.41
1:k:258:PHE:HD2 1:k:266:ARG:CD 2.32 0.41
2:m:23:PHE:CD1 2:m:38:PHE:HZ 2.38 0.41
2:n:10:PRO:HA 4:p:20:DC:0OP2 2.20 0.41
1:q:247:VAL:O 1:q:251:ARG:HB2 2.20 0.41
1:r:12:VAL:HG12 1:r:51:SER:HB2 2.03 0.41
1:1:45:VAL:C 1:r:46:LEU:HD12 2.45 0.41
1:r:182:PRO:CB 1:1:188:ALA:HB2 2.50 0.41
1:5:24:LEU:O 1:5:26:GLN:N 2.53 0.41
1:s:107:ILE:HG21 1:5:216:PHE:CD2 2.56 0.41
1:s:115:LYS:HE2 1:5:119:GLN:NE2 2.35 0.41
1:t:247:VAL:HG23 1:t:248:LEU:CD1 2.50 0.41
1:A:86:ARG:HB2 1:B:213:TYR:CD1 2.55 0.41
1:B:26:GLN:HG3 1:B:31:TRP:CE3 2.54 0.41
1:C:18:GLU:HG3 2:F:25:LEU:HD13 2.02 0.41
1:C:199:THR:HG23 | 1:C:200:GLN:HG2 2.02 0.41
2:F:50:LEU:HD23 2:F:54:MET:HE2 1.96 0.41
1:J:90:LEU:CD2 1:J:208:ALA:O 2.68 0.41
1:J:291:ILE:HD12 1:5:171:GLU:HG2 2.01 0.41
1:K:148:GLN:O 1:K:152:ILE:HG13 2.21 0.41
1:K:247:-VAL:HG21 | 1:K:252:GLU:OE2 2.20 0.41
1:K:286:GLU:O 1:K:287:PHE:CD1 2.73 0.41
1:1L:135:GLY:C 1:1L:137:GLY:H 2.27 0.41
2:M:16:ASN:OD1 2:M:20:THR:OG1 2.38 0.41
2:M:31:LYS:HG2 2:M:32:TRP:N 2.35 0.41
3:0:11:DC:N3 4:P:26:DG:N2 2.61 0.41
1:R:164:TRP:O 1:R:168:LEU:N 2.49 0.41
1:R:283:LEU:HD23 | 1:R:299:ARG:HB2 2.02 0.41
1:S:16:LYS:HB2 1:S:21:HIS:CD2 2.55 0.41
1:S:131:ASN:ND2 1:S:163:SER:CB 2.83 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:T:101:PRO:O 1:T:105:LEU:N 2.41 0.41
1:b:133:LEU:C 1:b:135:GLY:H 2.28 0.41
1:b:191:SER:O 3:¢:33:DT:H3’ 2.20 0.41
1:¢:25:LYS:HG3 1:¢:28:ASP:HB2 2.02 0.41
1:¢:49:TYR:N 1:¢:50:PRO:CD 2.83 0.41
1:¢:287:PHE:CE1 1:¢:296:CYS:O 2.73 0.41
1:d:8:GLN:C 1:d:10:ASP:H 2.28 0.41
1:d:22:VAL:HG12 1:d:34:GLN:O 2.20 0.41
3:¢:12:DC:H2” 3:¢:13:DC:H5’ 2.02 0.41
1:1:294:TYR:O 1:1:295:LYS:CG 2.65 0.41
1:j:57:LEU:HD12 1:j:57:LEU:N 2.34 0.41
1:j:126:ARG:NH2 1:j:246: THR:OG1 2.52 0.41
1:k:301:ALA:O 1:k:305:GLN:HG2 2.20 0.41
1:1:8: GLN:C 1:1:10:ASP:H 2.29 0.41
1:1:317:VAL:CG1 1:1:318:VAL:N 2.84 0.41
2:n:50:LEU:C 2:n:50:LEU:HD23 2.44 0.41
3:0:13:DC:C4 3:0:14:DC:C4 3.08 0.41
4:p:20:DC:H2” 4:p:21:DC:CH’ 2.49 0.41
1:q:78:GLY:HA3 1:r:81:LEU:O 2.20 0.41
1:q:167:-MET:-HG3 | 1:q:168:LEU:HD12 2.02 0.41
1:r:52:ILE:HD13 1.r:57:LEU:HD11 2.02 0.41
1:1:69:TYR:O 1:r:70:LEU:HD12 2.21 0.41
1:t:288:LYS:HE2 1:t:292:PHE:CE2 2.55 0.41
2:u:9:VAL:O 2:u:19:ARG:NH2 2.53 0.41
1:A:117:HIS:O 1:A:121:ASN:ND2 2.53 0.41
1:B:73:PHE:CG 3:G:30:DA:H5’ 2.55 0.41
1:B:118:ASN:OD1 1:B:324:ILE:N 2.39 0.41
1:B:220:THR:O 1:B:220: THR:HG23 2.20 0.41
1:C:27:GLU:H 1:C:31:TRP:CD1 2.38 0.41
1:1:18:GLU:OE2 2:M:25:LEU:-HG 2.21 0.41
1:1:324:1ILE:HG22 1:1:325:ARG:N 2.36 0.41
1:K:19:ALA:HB2 2:N:28:GLY:CA 2.50 0.41
1:K:189:LEU:HD23 1:K:189:LEU:O 2.20 0.41
1:K:229:LEU:HD12 1:K:229:LEU:N 2.34 0.41
2:M:47:PHE:O 2:M:50:LEU:N 2.44 0.41
1:Q:218:HIS:O 1:Q:226:ALA:CB 2.68 0.41
1:S:41:LEU:O 1:S:65:LEU:HD21 2.20 0.41
1:S:69:TYR:O 1:S:70:LEU:HD12 2.19 0.41
1:S:144:GLN:NE2 1:b:181:PRO:O 2.53 0.41
1l:a:52:ILE:HG22 1:a:53:THR:O 2.20 0.41
1:a:145: THR:HG22 1:a:148:GLN:CG 2.50 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:b:189:LEU:HD12 1:b:189:LEU:N 2.34 0.41
1:b:270:SER:O 1:b:274: THR:HG23 2.21 0.41
1:¢c:3: THR:HG23 1:¢:43:ASP:OD1 2.21 0.41
1:¢:222:ARG:O 1:¢:222:ARG:HG2 2.19 0.41
2:e:15:GLY:O 2:¢:19:ARG:N 2.44 0.41
1:1:52:ILE:HG21 1:1:57:LEU:CD1 2.45 0.41
1:1:218:HIS:O 1:1:226:ALA:CB 2.67 0.41
1:j:323:VAL:O 1:j:324:ILE:C 2.63 0.41
1:k:149:VAL:O 1:k:152:ILE:N 2.51 0.41
1:k:215:GLY:HA3 1:k:226:ALA:HB1 2.03 0.41
1:q:143:GLN:NE2 1:q:148:GLN:HB3 2.35 0.41
1:1:247:VAL:HB 1:1:251:ARG:HB2 2.01 0.41
1:r:267:LEU:N 1:r:267:LEU:HD12 2.35 0.41
1:5:53: THR:HG23 1:s:55:GLU:OE1 2.21 0.41
1:5:117:HIS:O 1:5:121:ASN:HB2 2.20 0.41
1:5:286:GLU:O 1:5:287:PHE:CD1 2.74 0.41
1:B:133:LEU:O 1:B:134:LYS:CG 2.68 0.41
1:C:78:GLY:HA3 1:D:82:PRO:HA 2.02 0.41
1:D:218:HIS:CE1 1:D:229:LEU:HB3 2.55 0.41
1:D:295:LYS:0O 1:D:296:CYS:SG 2.75 0.41
2:F:16:ASN:CG 2:F:19:ARG:NH1 2.78 0.41
1:1:199: THR:CG2 1:1:200: GLN:N 2.83 0.41
1:J:287:PHE:HD1 1:J:294:TYR:CE1 2.38 0.41
1:J:300:ARG:NH1 1:J:304:LEU:HD11 2.36 0.41
1:K:2:SER:O 1:K:41:LEU:HD23 2.21 0.41
1:K:13:LEU:CD2 1:K:22:VAL:HG22 2.51 0.41
1:K:214:ILE:O 1:K:227:-MET:CG 2.59 0.41
1:K:269:ASP:O 1:K:270:SER:HB2 2.19 0.41
4:P:17:-DC:H2” 4:P:18:DC:0%’ 2.20 0.41
1:Q:18:GLU:OE2 2:U:25:LEU:CG 2.68 0.41
1:Q:167:MET:HG3 | 1:Q:168:LEU:HD12 2.02 0.41
1:S:180:ARG:HB3 1:S:181:PRO:CD 2.51 0.41
1:S:289:HIS:HE1 1:S:291:ILE:HB 1.78 0.41
3:W:6:DT:0OP1 3:W:6:DT:C6 2.74 0.41
4:X:10:DA:HS8 4:X:10:DA:05’ 2.03 0.41
2:¢:33:ARG:HD3 2:1:66:CYS:SG 2.60 0.41
3:g:4:DT:H6 3:g:4:DT:H?’ 1.66 0.41
1:1:291:ILE:HD12 1:1:291:1LE:C 2.45 0.41
1:1:296:CYS:SG 1:1:296:CYS:O 2.78 0.41
1:j:120: TYR:HB3 1:5:133:LEU:HD13 2.03 0.41
1:3:191:SER:HB3 3:0:33:DT:C4’ 2.51 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:j:222:ARG:N 1:s:313:LEU:O 247 0.41
1:k:53: THR:HG23 1:k:55:GLU:OE1 2.19 0.41
1:1:288:LYS:CG 1:1:292:PHE: O 2.69 0.41
2m:81:TYR:O 2:n:60:LEU:HD23 2.20 0.41
1:r:12:VAL:HG22 1:1:23:ALA:HB3 2.02 0.41
1:5:84:GLU:HB3 1:5:206:HIS:CE1 2.56 0.41
1:4:196:LEU:HD12 1:4:196:LEU:N 2.35 0.41
1:t:257:ASP:OD1 1:t:267:LEU:CD2 2.69 0.41
1:A:70:LEU:HD23 1:A:70:LEU:HA 1.94 0.41
1:B:25:LYS:O 1:B:29:GLY:O 2.38 0.41
1:B:47:LEU:HD23 1:B:72:GLN:HA 2.01 0.41
1:B:133:LEU:HD23 1:B:133:LEU:H 1.85 0.41
1:B:199:THR:CG2 3:G:31:DG:H21 2.34 0.41
1:C:121:ASN:HB3 1:C:325:ARG:HA 2.01 0.41
1:D:6:LEU:HD23 1:D:6:LEU:HA 1.92 0.41
1:D:43:ASP:CB 1:D:307:ARG:HH22 2.33 0.41
1:D:256:GLN:HB3 1:D:271:ALA:HB2 2.03 0.41
2:E:33:ARG:HD3 2:F:66:CYS:SG 2.61 0.41
4:H:34:DT:0P1 4:H:34:DT:C6 2.73 0.41
1:1:38:ALA:O 2:M:28:GLY:O 2.38 0.41
1:J:6:LEU:O 1:J:47:LEU:CB 2.68 0.41
1:J:45:VAL:C 1:J:46:LEU:HD12 2.46 0.41
1:K:288:LYS:HZ2 1:K:295:LYS:HE2 1.82 0.41
1:L:180:ARG:HA 1:L:181:PRO:HA 1.96 0.41
2:N:2.LEU:HD23 2:N:2:LEU:C 2.46 0.41
3:0:13:DC:C4 3:0:14:DC:C4 3.08 0.41
4:P:10:DA:P 4:P:10:DA:H3’ 2.61 0.41
1:R:3:THR:HG22 1:R:43:ASP:HB2 2.02 0.41
1:R:25:LYS:HZ1 4:X:8:DT:H1’ 1.86 0.41
1:R:267:LEU:HD12 1:R:267:-LEU:N 2.35 0.41
1:R:296:CYS:SG 1:R:301:ALA:HB2 2.59 0.41
1:S:42:GLU:OE2 1:S:300:ARG:NH1 2.53 0.41
1:S:115:LYS:HE2 1:S:119:GLN:NE2 2.35 0.41
2:U:34:GLN:CD 2:V:8:ASP:HB2 2.46 0.41
4:X:28:DA:05’ 4:X:28:DA:H8 2.02 0.41
1:a:192:PHE:CE2 1:a:196:LEU:CD2 3.04 0.41
1:a:311:ARG:C 1:a:317:VAL:HG22 2.45 0.41
1:b:71:THR:O 1:b:74:GLY:N 2.49 0.41
1:b:259:THR:O 1:b:260:GLU:C 2.61 0.41
1:¢c:105:LEU:HA 1:¢:108:VAL:HG22 2.02 0.41
1:d:136:ARG:O 1:d:137:GLY:C 2.64 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
4:h:17:DC:H2” 4:h:18:DC:05’ 2.20 0.41
1:1:45:VAL:C 1:1:46:LEU:HD12 2.45 0.41
1:k:104:ARG:NH2 1:k:219:GLU:OE1 2.47 0.41
1:k:227:-MET:-HE1 1:k:309:LEU:CD2 2.51 0.41
1:k:292:PHE:CG 1:k:293:ASN:N 2.89 0.41
1:1:288:LYS:CG 1:1:289:HIS:H 2.33 0.41
1:r:116:VAL:HG22 1:r:120: TYR:CD2 2.55 0.41
1:5:263:GLY:O 1:8:264:ALA:C 2.64 0.41
1:t:288:LYS:HD3 1:t:296:CYS:SG 2.61 0.41
1:A:244:VAL:HG23 1:A:245:LEU:N 2.35 0.41
1:B:26:GLN:CG 1:B:31: TRP:CE3 3.03 0.41
1:B:172:TRP:CE2 1:B:248:LEU:HD22 2.56 0.41
1:B:199: THR:HG23 3:G:31:DG:H22 1.82 0.41
1:C:196:LEU:HD11 1:C:279:PHE:CZ 2.55 0.41
1:D:196:LEU:HD12 1:D:196:LEU:N 2.36 0.41
1:D:201:VAL:O 1:D:205:VAL:HG23 2.20 0.41
1:J:294:TYR:CD2 1:J:294:TYR:C 2.99 0.41
2:M:3:TYR:CE2 2:M:47:PHE:CD1 3.08 0.41
3:0:31:DG:CY’ 3:0:32:DT:0% 2.65 0.41
1:Q:119:GLN:O 1:Q:122:LEU:HB3 2.21 0.41
1:R:161:PHE:HA 1:R:164: TRP:NE1 2.36 0.41
1:R:205:VAL:HG13 | 1:R:210:LEU:HB2 2.03 0.41
1:R:286:GLU:OE2 1:R:288:LYS:HA 2.20 0.41
1:S:122:LEU:CD1 1:S:125:ARG:HH21 2.34 0.41
1:S:222:ARG:HE 1:S:224:GLN:HG3 1.86 0.41
1:S:259: THR:HB 1:S:265:PHE:CD1 2.55 0.41
1:T:146:LEU:O 1:T:149:VAL:N 2.46 0.41
1:a:15:LYS:HD3 1:a:16:LYS:O 2.21 0.41
1:a:122:LEU:CD1 1:a:125:ARG:HH21 2.33 0.41
1:a:177:ARG:NH2 1:a:190:LEU:HB2 2.36 0.41
1:b:137:GLY:O 1:b:138:LYS:CB 2.69 0.41
2:¢:34:GLN:CD 2:1:8:ASP:HB2 2.46 0.41
1:1:77:VAL:HG23 1:1:78:GLY:N 2.35 0.41
1:1:78:GLY:HA3 1:j:81:LEU:O 2.21 0.41
1:1:254:GLN:C 1:1:256:GLN:H 2.27 0.41
1:j:146:LEU:O 1:j:149:VAL:N 247 0.41
1:j:189: LEU:HD12 1:j:189:LEU:N 2.35 0.41
1:j:266:ARG:HG2 1:j:267:LEU:H 1.86 0.41
1:k:205:VAL:HG23 1:k:206:HIS:N 2.35 0.41
1:k:287:PHE:HE2 1:k:289:HIS:HA 1.84 0.41
1:1:178:PHE:H 1:1:187:ASN:ND2 2.18 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

2:m:88:LYS:N 2:m:88:LYS:HD3 2.36 0.41
1:q:14:SER:HB2 4:x:11:DA:OP2 2.21 0.41
1:q:257:ASP:OD1 1:q:267:LEU:HG 2.20 0.41
1:r:295:LYS:O 1:r:295:LYS:HD3 2.20 0.41
1:s:157:ALA:HA 1:5:160: TYR:HB3 2.02 0.41
1:t:21:HIS:CD2 1:t:21:HIS:C 2.99 0.41
1:t:119:GLN:HB2 1:t:160: TYR:CE1 2.55 0.41
1:t:198:ARG:HG2 1:t:202: THR:OG1 2.20 0.41
1:B:251:ARG:HB3 1:B:252:GLU:H 1.66 0.41
1:C:101:PRO:O 1:C:105:LEU:HD13 2.21 0.41
1:D:122:LEU:HD22 1:D:237:ALA:O 2.20 0.41
1:D:229:LEU:H 1:D:229:LEU:HD12 1.85 0.41
2:E:35:PHE:O 3:G:20:DG:OP1 2.38 0.41
1:1:150:ARG:NH2 1:1:217:LEU:O 2.54 0.41
1:J:288:LYS:0O 1:J:290:PRO:O 2.39 0.41
1:K:17:HIS:N 3:0:9:DT:0P2 2.54 0.41
2:M:44:VAL:O 2:M:47:PHE:N 2.44 0.41
2:N:12:THR:HG21 2:N:62:GLU:OE2 2.21 0.41
1:R:59:TYR:O 1:R:63:LEU:HD21 2.21 0.41
1:S:199:THR:HG23 | 1:S:200:GLN:HG2 2.03 0.41
2:U:31:LYS:HG2 2:U:32:TRP:N 2.36 0.41
l:a:1:MET:HE2 1:a:42:GLU:HB2 2.01 0.41
1:c:16:LYS:HB2 1:¢:21:HIS:CD2 2.56 0.41
1:d:126:ARG:CG 1:d:167:-MET:HE3 2.50 0.41
1:d:178:PHE:H 1:d:187:ASN:ND2 2.19 0.41
2:£:5:ILE:HG22 2:£:67:1ILE:CD1 2.50 0.41
4:h:20:DC:H2” 4:h:21:DC:05’ 2.21 0.41
1:1:49:'TYR:HB3 1:3:54:GLY:C 2.46 0.41
1:1:243:VAL:HG13 1:1:244:VAL:N 2.35 0.41
1:j:69:TYR:O 1:j:77:-VAL:HG22 2.21 0.41
1:j:263:GLY:HA3 1:5:142:ARG:HG2 2.03 0.41
1:k:156:ALA:O 1:k:160:TYR:N 2.53 0.41
1:1:304:LEU:HD12 1:1:304:LEU:N 2.36 0.41
1:r:70:LEU:HD23 1:1:74:GLY:O 2.20 0.41
1:5:180:ARG:HB3 1:5:181:PRO:HD2 2.02 0.41
1:5:199: THR:CG2 1:5:200:GLN:N 2.84 0.41
1:t:134:LYS:O 1:t:136:ARG:N 2.54 0.41
1:t:137:GLY:O 1:1:139:LEU:N 2.53 0.41
1:t:177:ARG:C 1:t:178:PHE:HD1 2.29 0.41
2:u:55:GLU:OE2 2:v:81:TYR:OH 2.38 0.41
3:w:10:DG:H2” 3:w:11:DC:C6 2.55 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:A:3:THR:HG22 1:A:4:LEU:N 2.36 0.41
1:A:251:ARG:O 1:A:252:GLU:C 2.64 0.41
1:A:261:SER:O 1:A:264:ALA:N 2.54 0.41
1:B:10:ASP:HB3 1:B:25:LYS:CG 2.51 0.41
1:B:190:LEU:N 1:B:190:LEU:HD12 2.35 0.41
1:B:250:GLN:OE1 1:B:250:GLN:N 2.54 0.41
1:C:25:LYS:HB2 1:C:32:LYS:HB2 2.03 0.41
1:D:212:PRO:HB3 | 1:D:228:ILE:HG13 2.03 0.41
1:1:177:ARG:NH1 1:1:187:ASN:ND2 2.69 0.41
1:1:177:ARG:HH12 1:1:179:ARG:HA 1.84 0.41
1:1:215:GLY:HA3 1:1:230:ASP:0OD2 2.20 0.41
1:1:239:VAL:O 1:1:243:VAL:HG12 2.21 0.41
1:1:251:ARG:O 1:1:252:GLU:C 2.63 0.41
1:J:259: THR:HG22 1:J:260:GLU:N 2.36 0.41
1:J:317:VAL:CG1 1:J:318:VAL:N 2.83 0.41
1:K:139:LEU:O 1:K:140:VAL:C 2.64 0.41
1:K:219:GLU:O 1:K:221:THR:N 2.53 0.41
1:L:48:GLY:C 1:L:50:PRO:HD3 2.46 0.41
1:1:247:VAL:HB 1:L:252:GLU:OE1 2.20 0.41
2:M:9:VAL:HG13 2:M:10:PRO:HD2 2.03 0.41
2:N:9:VAL:HB 2:N:19:ARG:CG 2.50 0.41
3:0:28:DC:H42 4:P:9:DG:H1 1.69 0.41
1:Q:92:LEU:HD23 1:R:99:GLU:OE2 2.21 0.41
1:Q:107:1ILE:CG2 1:Q:111:PHE:HE2 2.34 0.41
1:Q:257:ASP:OD1 1:Q:267:LEU-HG 2.21 0.41
1:R:107:ILE:CG2 1:R:111:PHE:HE2 2.34 0.41
1:R:137:GLY:C 1:R:139:LEU:H 2.29 0.41
1:R:165:GLN:CD 1:R:174:PHE:H 2.29 0.41
1:R:172: TRP:CE2 | 1:R:248:LEU:HD22 2.55 0.41
1:R:181:PRO:HA 1:R:182:PRO:HD3 1.95 0.41
1:R:262:LEU:HD13 1:R:262:LEU:HA 1.90 0.41
1:R:288:LYS:CD 1:R:290:PRO:HG2 2.51 0.41
1:S:43:ASP:0OD2 1:S:299:ARG:NH1 2.54 0.41
1:T:93:ALA:CB 1:T:313:LEU:O 2.69 0.41
1:T:132:PRO:O 1:T:133:LEU:HB3 2.21 0.41
1:T:137:GLY:O 1:T:139:LEU:N 2.53 0.41
1:T:247:VAL:HB 1:T:252:GLU:OE1 2.21 0.41
1:T:257:ASP:0OD1 1:T:267:LEU:CD2 2.68 0.41
1:T:276:LEU:HA 1:T:279:PHE:HB3 2.02 0.41
1:T:288:LYS:CE 1:T:292:PHE:CE2 3.03 0.41
2:U:64:ALA:HB1 2:V:83:THR:CG2 2.50 0.41
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2:V:71:ASP:C 2:V:75:VAL:HG23 2.46 0.41
3:W:16:DG:C2 4:X:22:DA:C2 3.08 0.41
1:a:18:GLU:OE2 2:¢:25:LEU:CB 2.69 0.41
1:a:145: THR:HG23 1:a:148:GLN:H 1.86 0.41
1:b:47:LEU:HD23 1:b:71:THR:O 2.20 0.41
1:b:161:PHE:HA 1:b:164:TRP:NE1 2.35 0.41
1:b:289:HIS:CE1 1:b:293:ASN:HB3 2.55 0.41
1:¢:258:PHE:HD2 1:¢:266:ARG:HD2 1.86 0.41
1:d:76:TYR:HB2 1:d:203:ALA:HB2 2.03 0.41
1:d:168:LEU:HD21 1:d:245:LEU:CD2 2.51 0.41
1:d:180:ARG:HD3 4:h:35:DT:0OP1 2.19 0.41
1:d:217:LEU:HB3 1:d:230:ASP:0OD1 2.21 0.41
1:d:218:HIS:O 1:d:226:ALA:CB 2.69 0.41
1:d:283:LEU:HB3 1:d:299:ARG:HB2 2.03 0.41
2:¢:33:ARG:NH1 2:1:66:CYS:SG 2.94 0.41
1:1:121:ASN:HB3 1:1:325:ARG:HA 2.02 0.41
1:1:247:VAL:O 1:1:251:ARG:HB2 2.20 0.41
1:j:93:ALA:HB3 1:j:313:LEU:HB3 2.02 0.41
1:j:94:GLN:NE2 1:5:227:MET:HE3 2.36 0.41
1:j:133:LEU:HG 1:j:134:LYS:N 2.31 0.41
1:3:225:PRO:O 1:j:229: LEU:HG 2.21 0.41
1:j:234:GLU:HG3 1:3:235:PHE:CD2 2.56 0.41
1:j:285:SER:O 1:j:297:THR:HA 2.21 0.41
1:j:285:SER:O 1:j:286:GLU:HB3 2.21 0.41
1:j:288:LYS:O 1:j:290:PRO:O 2.39 0.41
1:k:46:LEU:HD23 1:k:50:PRO:HG2 2.03 0.41
1:k:49:TYR:N 1:k:50:PRO:CD 2.84 0.41
1:1:110:ALA:O 1:1:321:PRO:HG3 2.20 0.41
1:1:189:LEU:N 1:1:189:LEU:HD12 2.36 0.41
2m:1:MET:HA 2m:3: TYR:HE1 1.86 0.41
1:q:3:THR:HG22 1:q:4:LEU:N 2.36 0.41
1:q:85:SER:HB3 1:q:209:GLY:CA 2.51 0.41
1:q:186:VAL:HG23 1:q:187:ASN:N 2.34 0.41
1:q:205:VAL:HG23 1:q:206:HIS:N 2.36 0.41
1:r:107:ILE:HG22 1:r:111:PHE:HE2 1.84 0.41
1:r:165:GLN:CD 1:r:174:PHE:H 2.29 0.41
1:5:247:VAL:HG23 1:5:248:LEU:CD1 2.50 0.41
1:5:285:SER:O 1:5:297: THR:HA 2.21 0.41
1:t:31: TRP:HZ2 3:w:6:DT:0P2 2.04 0.41
1::160: TYR:HH 1:t:164: TRP:HZ2 1.69 0.41
1:t:227:MET:O 1:t:231:LEU:HD13 2.21 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:t:232:MET:O 1:t:236:ARG:HG3 2.21 0.41
2:u:86:PRO:O 2:u:87:GLU:HG2 2.20 0.41
4:x:10:DA:HS 4:x:10:DA:0O5’ 2.04 0.41
1:A:101:PRO:O 1:A:105:LEU:CB 2.69 0.41
1:B:75:LYS:HE3 3:G:31:DG:0OP2 2.21 0.41
1:B:283:LEU:C 1:B:297:THR:OG1 2.64 0.41
1:C:86:ARG:HG3 1:D:213:TYR:CZ 2.55 0.41
1:C:263:GLY:O 1:C:264:ALA:C 2.64 0.41
1:C:285:SER:HB2 1:C:298:TYR:CD2 2.56 0.41
1:D:164: TRP:HA 1:D:167:MET:HB3 2.02 0.41
2:F:75:VAL:O 2:F:76:GLN:C 2.64 0.41
1:L:8:GLN:C 1:L:10:ASP:H 2.29 0.41
2:M:10:PRO:O 2:M:19:ARG:NH2 2.42 0.41
2:N:5:ILE:CG2 2:N:67:ILE:HD12 2.45 0.41
1:Q:61:LEU:HD23 1:Q:81:LEU:O 2.21 0.41
1:Q:215:GLY:CA 1:Q:230:ASP:0D2 2.69 0.41
1:R:12:VAL:CG2 1:R:23:ALA:HB3 2.51 0.41
2:U:25:LEU:C 2:U:25:LEU:HD23 2.46 0.41
3:W:31:DG:C8 3:W:32:DT:H3’ 2.56 0.41
1:a:57:LEU:O 1:a:60:ALA:N 2.54 0.41
1:b:48:GLY:C 1:b:50:PRO:HD3 2.46 0.41
1:¢:73:PHE:CZ 1:¢:266:ARG:HB3 2.56 0.41
1:¢:258:PHE:HB3 1:¢:266:ARG:CG 2.51 0.41
1:d:205:VAL:CG1 1:d:210:LEU:HB2 2.51 0.41
1:d:304:LEU:HD12 1:d:304:LEU:N 2.36 0.41
1:1:115:LYS:HD2 1:1:233:GLU:HB3 2.03 0.41
1:j:198:ARG:HB3 3:0:31:DG:H1 1.85 0.41
1:k:315:GLU:O 1:q:86:ARG:CG 2.69 0.41
2:m:34:GLN:CD 2:n:8:ASP:HB2 2.46 0.41
1:r:21:HIS:HA 1:r:35:PRO:HA 2.03 0.41
1:r:198:ARG:HG2 1:r:202: THR:OG1 2.20 0.41
1:t:31: TRP:CD1 3:w:5:DT:H4’ 2.55 0.41
1:t:259: THR:CG2 1:t:260:GLU:H 2.34 0.41
1:A:278:ALA:HB2 1:A:281:ARG:NH2 2.36 0.41
1:B:45:VAL:C 1:B:46:LEU:HD12 2.46 0.41
1:B:165:GLN:CG 1:B:174:PHE:O 2.69 0.41
1:B:182:PRO:HG2 1:B:188:ALA:HA 2.02 0.41
1:B:229:LEU:O 1:B:233:GLU:HG2 2.21 0.41
1:B:253:ILE:HB 1:B:255:ARG:CD 2.51 0.41
1:C:136:ARG:NH2 1:C:159:GLU:OE2 2.53 0.41
1:D:51:SER:OG 3:G:7:DT:OP1 2.35 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:71:ASP:O 2:F:75:VAL:N 2.54 0.41
1:1:205:VAL:HG21 1:1:212:PRO:HG3 2.03 0.40
1:J:117:HIS:NE2 1:J:137:GLY:HA3 2.36 0.40
1:J:195:GLY:HA2 3:0:31:DG:C6 2.56 0.40
1:J:239:VAL:O 1:J:243:VAL:HG23 2.21 0.40
1:K:189:LEU:O 1:K:192:PHE:HB3 2.21 0.40
1:K:302:ILE:N 1:K:302:ILE:HD12 2.36 0.40
1:L:117:HIS:O 1:1:121:ASN:HB2 2.21 0.40
1:L:189:LEU:HD12 1:L:189:LEU:H 1.86 0.40
2:M:26:LEU:HD13 2:M:38:PHE:CD2 2.57 0.40
1:Q:6:LEU:HD23 1:Q:6:LEU:C 2.46 0.40
1:Q:148:GLN:O 1:Q:152:ILE:HG12 2.21 0.40
1:Q:225:PRO:O 1:Q:229:LEU:HD13 2.21 0.40
1:R:12:VAL:HG22 1:R:23:ALA:HB3 2.03 0.40
1:R:42:GLU:OE2 1:R:86:ARG:CZ 2.69 0.40
1:R:231:LEU:O 1:R:234:GLU:HG2 2.21 0.40
1:R:253:1ILE:HB 1:R:255:ARG:HD2 2.02 0.40
1:R:278:ALA:HA 1:R:281:ARG:HD3 2.03 0.40
1:S:239:VAL:O 1:S:243:VAL:CG2 2.67 0.40
1:S:247:VAL:HG12 | 1:S:251:ARG:HH21 1.85 0.40
1:T:128:GLN:HG3 1:T:163:SER:OG 2.21 0.40
1:T:184:ASP:OD1 1:T:185:PRO:HD2 2.20 0.40
4:X:17:DC:H2” 4:X:18:DC:C6 2.56 0.40
1:a:29:GLY:O 1:a:30:SER:OG 2.33 0.40
1:b:177:ARG:NH1 1:b:191:SER:OG 2.54 0.40
1:b:237:ALA:HA 1:b:241:ASP:0OD2 2.21 0.40
1:1:22:VAL:O 1:1:33:LYS:HA 2.20 0.40
1:j:15:LYS:HA 1:j:19:ALA:O 2.21 0.40
1:3:25:LYS:O 1:3:29:GLY:O 2.40 0.40
1:k:13:LEU:HD21 1:k:22:VAL:HG22 2.03 0.40
1:k:89:GLN:HB3 1:q:89:GLN:HB3 2.02 0.40
1:k:272:THR:O 1:k:276:LEU:HD13 2.21 0.40
1:8:186:VAL:O 1:5:189:LEU:N 2.55 0.40
1:5:239:VAL:CG2 1:5:240:ALA:N 2.84 0.40
1:t:182:PRO:HG3 1:t:188:ALA:HB2 2.02 0.40
1:t:229:LEU:O 1:t:233:GLU:HG2 2.21 0.40
1:A:205:VAL:HG23 1:A:206:HIS:N 2.36 0.40
1:A:215:GLY:HA3 1:A:230:ASP:OD2 2.21 0.40
1:B:249:LYS:HA 1:B:249:LYS:HD2 1.85 0.40
1:B:287:PHE:HD1 1:B:294:TYR:CE1 2.39 0.40
1:C:3:THR:O 2:F:91:SER:N 2.53 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:185:PRO:O 1:C:188:ALA:HB3 2.21 0.40
1:C:243:VAL:HG23 1:C:282:LYS:HD3 2.02 0.40
1:D:247:VAL:CG2 1:D:252:GLU:OE1 2.67 0.40
1:1:22: VAL:HG12 1:1:34:GLN:O 2.20 0.40
1:1:187:ASN:HD22 1:I:187:ASN:C 2.26 0.40
1:1:215:GLY:HA3 1:1:226:ALA:HB3 2.04 0.40
1:1:248:LEU:HD12 1:1:248:LEU:N 2.36 0.40
1:1:289:HIS:NE2 1:1:291:ILE:HG13 2.35 0.40
1:1:292:PHE:CZ 1:1:295:LYS:HE3 2.55 0.40
1:J:120:TYR:C 1:J:133:LEU:HD13 2.46 0.40
1:J:134:LYS:HD2 1:J:134:LYS:O 2.22 0.40
1:J:205:VAL:HG13 1:J:210:LEU:HB2 2.03 0.40
1:J:283:LEU:HD23 1:J:299:ARG:HB2 2.03 0.40
1:K:4:LEU:HD12 1:K:5:TYR:H 1.85 0.40
1:K:87:ASN:ND2 1:K:314:GLN:HE22 2.19 0.40
1:K:90:LEU:HD13 1:K:310:ALA:HB1 2.02 0.40
1:K:99:GLU:O 1:K:101:PRO:HD3 2.20 0.40
1:K:105:LEU:HD21 1:K:145:THR:HA 2.03 0.40
1:K:196:LEU:C 1:K:196:LEU:CD1 2.95 0.40
1:K:199:THR:CG2 1:K:200:GLN:N 2.83 0.40
1:L:191:SER:OG 4:P:35:DT:P 2.79 0.40
1:L:301:ALA:O 1:L:305:GLN:HG2 2.20 0.40
1:Q:78:GLY:HA3 1:R:82:PRO:HA 2.03 0.40
1:R:297:-THR:HG23 1:R:300:ARG:H 1.85 0.40
1:R:323:VAL:O 1:R:324:1LE:C 2.64 0.40
1:S:49:TYR:N 1:S:50:PRO:CD 2.84 0.40
1:S:201:VAL:CG1 1:S:231:LEU:HD22 2.47 0.40
1:T:25:LYS:NZ 3:W:6:DT:0P2 2.54 0.40
1:T:104:ARG:NE 1:T:216:PHE:O 2.34 0.40
1:T:164: TRP:O 1:T:165:GLN:C 2.64 0.40
1:a:53:THR:HG21 4:h:10:DA:0O3’ 2.21 0.40
1:b:90:LEU:HD11 1:b:210:LEU:HD21 2.04 0.40
1:¢:189:LEU:HD22 1:¢:244:VAL:CG1 2.51 0.40
2:e:3:'TYR:N 2:¢:3:TYR:CD1 2.88 0.40
2:¢:50:LEU:O 2:e:53:ALA:N 2.47 0.40
2:1:5:1ILE:CG2 2:4:67:1LE:HD12 2.51 0.40
2:1:26:LEU:HD13 2:1:38:PHE:CD2 2.56 0.40
1:j:259:THR:O 1:j:260:GLU:C 2.63 0.40
1:j:259:THR:O 1:j:261:SER:N 2.53 0.40
1:k:269:ASP:OD1 1:k:270:SER:N 2.51 0.40
2:n:8:ASP:OD1 4:p:21:DC:OP1 2.39 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
1:q:50:PRO:0O 1:r:54:GLY:HA3 2.21 0.40
1:q:279:PHE:CE2 1:q:283:LEU:HD11 2.56 0.40
1:r:9:PRO:HA 1:r:50:PRO:HG3 2.03 0.40
1:1r:89:GLN:HA 1:r:92:.LEU:HD12 2.02 0.40
1:s:107:ILE:O 1:s:110:ALA:HB3 2.22 0.40
1:5:25&8:PHE:HE?2 1:5:260:GLU:HB2 1.83 0.40
1:5:260:GLU:O 1:5:261:SER:OG 2.30 0.40
1:A:9:PRO:HG3 1:A:48:GLY:HA3 2.03 0.40
1:A:84:GLU:HA 1:A:206:HIS:CE1 2.56 0.40
1:A:122:LEU:HD12 | 1:A:125:ARG:HD3 2.04 0.40
1:B:126:ARG:O 1:B:127:GLY:C 2.64 0.40
1:C:73:PHE:O 1:C:192:PHE:HD1 2.05 0.40
2:F:72:GLU:OE2 2:F:76:GLN:HG3 2.22 0.40
3:G:5:DT:H6 3:G:5:DT:H?’ 1.69 0.40
1.I.57.LEU:HD12 1:I.57:LEU:H 1.86 0.40
1:1:87:ASN:HA 1:A:314:GLN:O 2.21 0.40
1:1:196:LEU:CD1 1:1:279:PHE:CZ 3.05 0.40
1:1:288:LYS:O 1:1:293:ASN:CA 2.70 0.40
1:1:289:HIS:HB2 1:1:296:CYS:SG 2.61 0.40
1:J:104:ARG:HG3 1:J:216:PHE:HB3 2.02 0.40
1:J:121:ASN:OD1 1:J:133:LEU:HD11 2.20 0.40
1:K:49:TYR:CE2 1:L:58:GLY:HA3 2.56 0.40
1:K:146:LEU:C 1:K:146:LEU:HD23 2.46 0.40
1:L:119:GLN:HB2 1:L:160:TYR:CD1 2.56 0.40
1:L:288:LYS:CG 1:L:289:HIS:N 2.84 0.40
1:Q:15:LYS:O 4:X:11:DA:H5’ 2.22 0.40
1:Q:186:VAL:HG23 1:Q:187:ASN:N 2.36 0.40
1:R:12:VAL:HA 1:R:51:SER:O 2.21 0.40
1:R:20:PHE:HE1 1:R:56:ALA:HB1 1.87 0.40
1:a:104:ARG:NH2 1:a:219:GLU:OE1 2.52 0.40
1:a:121:ASN:HB3 1:a:325:ARG:HA 2.02 0.40
1:a4:205:VAL:HG23 1:a:206:HIS:N 2.37 0.40
1:a:291:ILE:HD12 1:a:292:PHE:N 2.36 0.40
1:b:198:ARG:HB3 3:g:31:DG:H1 1.87 0.40
1:b:255:ARG:HD2 1:b:255:ARG:H 1.86 0.40
1:¢c:14:SER:O 1:¢:20:PHE:HA 2.21 0.40
1:¢:246: THR:O 1:¢:250:GLN:OE1 2.38 0.40
1:d:63:LEU:HD22 1:d:65:LEU:HG 2.03 0.40
2:e:79:ILE:O 2:£:67:ILE:N 2.55 0.40
2:£:78: THR:O 2:£:79:ILE:C 2.64 0.40
1:1:38:ALA:O 2:m:28:GLY:O 2.40 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:244:VAL:HG23 1:1:245:LEU:N 2.35 0.40
1:j:90:LEU:HB2 1:j:314:GLN:HE21 1.87 0.40
1:j:213: TYR:HA 1:j:225:PRO:HA 2.03 0.40
1:1:25:LYS:HA 1:1:30:SER:O 2.21 0.40
2:n:17:LYS:CD 3:0:11:DC:0OP2 2.69 0.40
3:0:31:DG:HY’ 3:0:32:DT:H5” 2.04 0.40
1:q:107:1ILE:CG2 1:q:111:PHE:HE2 2.35 0.40
1.r:73:PHE:HB2 3:w:29:DA:H2’ 2.04 0.40
1:5:131:ASN:O 1:5:133:LEU:N 2.55 0.40
1:t:184:ASP:OD1 1:t:185:PRO:HD2 2.20 0.40
1:A:49:TYR:CD1 1:B:58:GLY:HA3 2.56 0.40
1:A:88:GLY:HA3 1:B:214:ILE:HD11 2.04 0.40
1:B:69:TYR:O 1:B:77:VAL:HG22 2.20 0.40
1:B:111:PHE:CD1 1:B:230:ASP:O 2.74 0.40
1:B:199: THR:HG23 3:G:31:DG:H21 1.84 0.40
1:C:130:ASP:OD1 1:C:134:LYS:NZ 2.52 0.40
1:C:201:VAL:CG1 | 1:C:231:LEU:HD22 2.48 0.40
1:C:229:LEU:HD12 1:C:229:LEU:H 1.85 0.40
1:C:239:VAL:O 1:C:243:VAL:CG2 2.69 0.40
2:E:32:TRP:NE1 2:E:34:GLN:O 2.54 0.40
2:E:70:LEU:HD22 2:E:70:LEU:N 2.36 0.40
2:F:80: THR:HG21 2:F:83:THR:O 2.22 0.40
1:1:118:ASN:ND2 1:1:238:LEU:HD11 2.36 0.40
1:J:190:LEU:HD12 1:J:190:LEU:H 1.87 0.40
1:J:303:GLU:OE2 1:J:307:ARG:CZ 2.69 0.40
1:J:323:VAL:O 1:J:324:ILE:C 2.64 0.40
1:K:3:THR:O 2:N:91:SER:N 2.49 0.40
1:K:315:GLU:O 1:C:86:ARG:NH2 2.53 0.40
1:Q:259: THR:O 1:Q:259: THR:CG2 2.67 0.40
1:S:121:ASN:O 1:S:125:ARG:HG3 2.21 0.40
1:S:251:ARG:O 1:S:252:GLU:C 2.64 0.40
1:S:267:LEU:HD23 1:S:272: THR:CG2 2.44 0.40
1:T:222:ARG:HA 1:a:312:HIS:O 2.21 0.40
1:a:25:LYS:HG2 1:a:30:SER:O 2.22 0.40
1:b:17:HIS:O 1:b:18:GLU:CG 2.69 0.40
1:b:92:LEU:O 1:b:96:ARG:N 2.36 0.40
1:d:109:LYS:HD3 1:d:141:MET:HA 2.02 0.40
2:1:6:ILE:HD11 2:1:66:CYS:HB2 2.04 0.40
4:h:10:DA:P 4:h:10:DA:H3’ 2.61 0.40
1:1:15:LYS:CD 1:1:16:LYS:O 2.70 0.40
1:3:126:ARG:O 1:j:127:GLY:C 2.63 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:3:262:LEU:C 1:5:142:ARG:CZ 2.95 0.40
1:k:130:ASP:O 1:k:131:ASN:CB 2.68 0.40
2:m:9:VAL:HG13 2:m:10:PRO:CD 2.52 0.40
1:q:215:GLY:CA 1:q:230:ASP:OD2 2.70 0.40
1:t:121:ASN:HB3 1:t:324:ILE:CG2 2.52 0.40
3:w:16:DG:H1 4:x:21:DC:H42 1.69 0.40
1:A:78:GLY:HA3 1:B:82:PRO:HA 2.02 0.40
1:A:218:HIS:CD2 1:A:229:LEU:HB3 2.57 0.40
1:A:291:ILE:HD12 1:A:291:1LE:C 2.47 0.40
1:B:15:LYS:HA 1:B:19:ALA:O 2.21 0.40
1:B:119:GLN:O 1:B:122:LEU:HB3 2.21 0.40
1:B:172:TRP:CZ2 1:B:248:LEU:HD22 2.57 0.40
1:B:228:ILE:O 1:B:231:LEU:N 2.50 0.40
1:C:199: THR:CG2 1:C:200:GLN:N 2.83 0.40
1:C:227:MET:HE1 | 1:C:309:LEU:HD23 2.01 0.40
1:D:49:TYR:N 1:D:50:PRO:HD3 2.36 0.40
1:D:190:LEU:HD12 1:D:190:LEU:N 2.37 0.40
1:D:234:GLU:OE2 1:D:319:TYR:OH 2.37 0.40
1:D:288:LYS:HE2 1:D:292:PHE:CE2 2.56 0.40
3:G:5:DT:.C2’ 3:G:6:DT:H72 2.51 0.40
1:J:279:PHE:O 1:J:283:LEU:HD13 2.21 0.40
2:N:35:PHE:HE2 3:0:18:DC:H4’ 1.83 0.40
1:Q:13:LEU:HD23 1:Q:13:LEU:C 2.46 0.40
1:R:21:HIS:HA 1:R:35:PRO:HA 2.03 0.40
1:R:285:SER:O 1:R:286:GLU:HB3 2.20 0.40
1:S:229:LEU:N 1:S:229:LEU:HD12 2.36 0.40
1:S:241:ASP:O 1:S:245:LEU:HD13 2.21 0.40
1:S:262:LEU:CB 1:S:264:ALA:HB2 2.11 0.40
1:S:294:TYR:O 1:S:295:LYS:HB2 2.20 0.40
1:a:218:HIS:O 1:a:226:ALA:CB 2.69 0.40
1:a:261:SER:HB3 1:a:264:ALA:HB3 2.03 0.40
1:b:253:ILE:HB 1:b:255:ARG:CD 2.52 0.40
1:¢:5:TYR:CD1 1:¢:276:LEU:HD23 2.57 0.40
1:c:13:LEU:O 1:¢:53:THR:CB 2.69 0.40
1:¢:43:ASP:OD1 1:¢:43:ASP:N 2.54 0.40
1:¢:78:GLY:HA3 1:d:82:PRO:HA 2.03 0.40
1:¢:268: THR:HG22 1:¢:269:ASP:O 2.21 0.40
1:d:253:ILE:HG22 1:d:254:GLN:H 1.85 0.40
1:j:53: THR:HG23 1:3:56:ALA:N 2.37 0.40
1:j:252:GLU:CG 1:j:256:GLN:OE1 2.69 0.40
1:k:87:ASN:OD1 1:k:89:GLN:HB2 2.22 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:k:220: THR:HG23 1:1:92:.LEU:HD11 2.03 0.40
2:m:67:1LE:HB 2:n:79:1LE:O 2.22 0.40
2:n:43:SER:OG 2:n:44:VAL:N 2.54 0.40
1:q:9:PRO:HG3 1:q:48:GLY:HA3 2.02 0.40
1:r:149:VAL:O 1:r:152:ILE:N 2.52 0.40
1:5:46:LEU:O 1:5:70:LEU:N 2.51 0.40
1:t:182:PRO:CG 1:t:188:ALA:HB2 2.52 0.40
1:t:279:PHE:O 1:t:283:LEU:HD13 2.21 0.40
2:u:88:LYS:H 2:u:8%:LYS:HD3 1.86 0.40
3:w:31:DG:H2’ 3:w:31:DG:N3 2.35 0.40
1:A:164: TRP:O 1:A:168:LEU:HD12 2.21 0.40
1:B:13:LEU:O 1:B:53: THR:HG22 2.21 0.40
1:B:41:LEU:N 1:B:41:LEU:HD12 2.37 0.40
1:C:14:SER:HB2 3:G:8:DG:OP1 2.22 0.40
3:G:7:DT:H2’ 3:G:8:DG:C8 2.56 0.40

All (14) symmetry-related close contacts are listed below. The label for Atom-2 includes the
symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:T:166:GLU:OE2 1:c:180:ARG:N[3_ 644] 1.87 0.33
1:k:180:ARG:N 1:t:166:GLU:OE2[3_754] 1.94 0.26
1:K:180:ARG:NH1 | 1:B:128:GLN:OE1[3_654] 1.98 0.22
1:K:180:ARG:H 1:B:166:GLU:OE2(3_ 654| 1.45 0.15
1:K:180:ARG:NH2 1:B:127:GLY:O[3_ 654| 2.06 0.14
1:K:180:ARG:N 1:B:166:GLU:OE2(3_ 654| 2.09 0.11
1:L:315:GLU:O 1:B:148:GLN:HE22[3 654| 1.51 0.09
1:T:166:GLU:OE2 1:c:180:ARG:H[3_644] 1.52 0.08
1:R:148:GLN:HE22 1:b:315:GLU:O[2_435| 1.56 0.04
1:j:315:GLU:O 1:1:148:GLN:HE22[2  535] 1.57 0.03
1:J:315:GLU:O 1:D:148:GLN:HE21[2 _ 545] 1.58 0.02
1:J:315:GLU:O 1:D:148:GLN:NE2[2  545] 2.19 0.01
1:L:315:GLU:O 1:B:148:GLN:NE2[3_654] 2.19 0.01
1:k:180:ARG:HH22 1:t:127:GLY:O[3_754] 1.59 0.01
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5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

of similar resolution.

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

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

1 A 318/336 (95%) 277 (87%) 0 (13%) 1 (0%)

1 B 322/336 (96%) 273 (85%) 4 (14%) 5 (2%)

1 C 323/336 (96%) 281 (87%) 41 (13%) 1 (0%)

1 D 318/336 (95%) 283 (89%) 30 (9%) 5 (2%)

1 I 318/336 (95%) 279 (88%) 38 (12%) 1 (0%)

1 J 322/336 (96%) 274 (85%) 43 (13%) 5 (2%)

1 K 323/336 (96%) 278 (86%) 45 (14%) 0

1 L 318/336 (95%) 278 (87%) 34 (11%) 6 (2%)

1 Q 318/336 (95%) 278 (87%) 39 (12%) 1 (0%)

1 R 322/336 (96%) 273 (85%) 46 (14%) 3 (1%) 147 45
1 S 323/336 (96%) 278 (86%) 44 (14%) 1 (0%) 36 65
1 T 318/336 (95%) 283 (89%) 30 (9%) 5 (2%) 35
1 a 319/336 (95%) 276 (86%) 42 (13%) 1 (0%) 36 65
1 b 322/336 (96%) 278 (86%) 36 (11%) 8 (2%) 29
1 c 323/336 (96%) 284 (88%) 38 (12%) 1 (0%) 36 65
1 d 318/336 (95%) 281 (88%) 32 (10%) 5 (2%) 35
1 i 318/336 (95%) 275 (86%) 42 (13%) 1 (0%) 36 65
1 i 322/336 (96%) | 272 (34%) | 46 (14%) | 4 (1%) | [10] 40
1 k 323/336 (96%) 282 (87%) 40 (12%) 1 (0%) 36 65
1 1 318/336 (95%) 283 (89%) 30 (9%) 5 (2%) 7y 35
1 q 318/336 (95%) 278 (87%) 39 (12%) 1 (0%) 36 65
1 r 322/336 (96%) 273 (85%) 46 (14%) 3 (1%) 147 45
1 s 323/336 (96%) 275 (85%) 47 (15%) 1 (0%) 36 65
1 t 318/336 (95%) 282 (89%) 30 (9%) 6 (2%) 68 33
2 E 91/105 (87%) 86 (94%) 4 (4%) 1 (1%) 117 42

Continued on next page...
$roe


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone

Page 168

Full wwPDB X-ray Structure Validation Report

7TCRS

Continued from previous page...

Percentiles

oo] [100]

o] [100]

o | m

[100] [100]

I |

[L00] [100]

Mol | Chain Analysed Favoured | Allowed | Outliers
2 F 91/105 (87%) 83 (91%) 8 (9%)
2 M 91/105 (87%) 86 (94%) 5 (6%)
2 N 91/105 (87%) 85 (93%) 6 (7%)
2 U 91/105 (87%) 87 (96%) 4 (4%)
2 \Y 91/105 (87%) 85 (93%) 5 (6%)
2 e 91/105 (87%) 85 (93%) 6 (7%)
2 f 91/105 (87%) 86 (94%) 5 (6%)
2 m 91/105 (87%) 87 (96%) 4 (4%)
2 n 91/105 (87%) 86 (94%) 5 (6%)
2 u 91/105 (87%) 86 (94%) 5 (6%)
2 v 91/105 (87%) 85 (93%) 6 (7%)
All All 8779/9324 (94%) | 7701 (88%) | 1005 (11%) | 73 (1%)

All (73) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 T 134 LYS
1 b 132 PRO
1 1 138 LYS
1 I 295 LYS
1 J 27 GLU
1 J 252 GLU
1 L 134 LYS
1 L 137 GLY
1 L 138 LYS
1 Q 295 LYS
1 R 252 GLU
1 T 138 LYS
1 a 295 LYS
1 b 27 GLU
1 b 252 GLU
1 b 289 HIS
1 d 134 LYS
1 d 137 GLY
1 d 138 LYS
1 i 295 LYS
1 j 27 GLU
1 j 252 GLU

Continued on next page...
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Mol | Chain | Res | Type
1 1 134 LYS
1 1 137 GLY
1 q 295 LYS
1 r 252 GLU
1 t 134 LYS
1 t 138 LYS
1 B 27 GLU
1 B 136 ARG
1 B 252 GLU
1 D 134 LYS
1 D 138 LYS
1 R 27 GLU
1 T 288 LYS
1 b 291 ILE
1 1 288 LYS
1 r 27 GLU
1 A 295 LYS
1 L 135 GLY
1 L 288 LYS
1 R 127 GLY
1 b 131 ASN
1 c 17 HIS
1 d 288 LYS
1 r 127 GLY
1 s 17 HIS
1 t 135 GLY
1 t 288 LYS
1 C 17 HIS
1 D 137 GLY
1 D 288 LYS
1 J 132 PRO
1 S 17 HIS
1 k 17 HIS
1 1 182 PRO
1 L 182 PRO
1 T 137 GLY
1 b 127 GLY
1 b 134 LYS
1 d 182 PRO
1 B 132 PRO
1 t 182 PRO
1 T 182 PRO
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Mol | Chain | Res | Type
1 t 137 GLY
1 D 182 PRO
1 J 131 ASN
2 \Y 89 PRO
1 j 132 PRO
1 j 291 ILE
1 B 291 ILE
1 J 291 ILE
2 E 89 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.

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 A 272/280 (97%) 272 (100%) 0
1 B 274/280 (98%) 274 (100%) 0
1 C 275/280 (98%) 275 (100%) 0
1 D 272/280 (97%) 272 (100%) 0
1 I 272/280 (97%) 272 (100%) 0
1 J 274/280 (98%) 274 (100%) 0
1 K 275/280 (98%) 275 (100%) 0
1 L 272/280 (97%) 272 (100%) 0
1 Q 272/280 (97%) 272 (100%) 0
1 R 274/280 (98%) 274 (100%) 0
1 S 275/280 (98%) 275 (100%) 0
1 T 272/280 (97%) 272 (100%) 0
1 a 273/280 (98%) 273 (100%) 0
1 b 274/280 (98%) 274 (100%) 0
1 c 275/280 (98%) 275 (100%) 0
1 d 272/280 (97%) 272 (100%) 0
1 i 272/280 (97%) 272 (100%) 0

Continued on next page...
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 j 274/280 (98%) 274 (100%) 0
1 k 275/280 (98%) 275 (100%) 0
1 1 272/280 (97%) 272 (100%) 0
1 q 272/280 (97%) 272 (100%) 0
1 r 274/280 (98%) 274 (100%) 0
1 s 275/280 (98%) 275 (100%) 0
1 t 272/280 (97%) 272 (100%) 0
2 E 83/89 (93%) 83 (100%) 0
2 F 83/89 (93%) 83 (100%) 0
2 M 83/89 (93%) 83 (100%) 0
2 N 83/89 (93%) 83 (100%) 0
2 U 83/89 (93%) 83 (100%) 0
2 \Y 83/89 (93%) 83 (100%) 0
2 e 83/89 (93%) 83 (100%) 0
2 f 83/89 (93%) 83 (100%) 0
2 m 83/89 (93%) 83 (100%) 0
2 n 83/89 (93%) 83 (100%) 0
2 u 83/89 (93%) 83 (100%) 0
2 \ 83/89 (93%) 83 (100%) 0

All All 7555/7788 (97%) | 7555 (100%) 0

There are no protein residues with a non-rotameric sidechain to report.

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (97)
such sidechains are listed below:

Mol | Chain | Res | Type
1 I 89 GLN
1 I 98 HIS
1 I 103 GLN
1 I 119 GLN
1 I 143 GLN
1 I 165 GLN
1 I 218 HIS
1 J 26 GLN
1 J 254 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 K 26 GLN
1 K 218 HIS
1 K 254 GLN
1 K 314 GLN
1 L 17 HIS
1 L 128 GLN
1 Q 21 HIS
1 Q 118 ASN
1 Q 143 GLN
1 Q 144 GLN
1 R 94 GLN
1 R 224 GLN
1 R 314 GLN
1 S 26 GLN
1 S 103 GLN
1 S 117 HIS
1 S 121 ASN
1 S 128 GLN
1 S 131 ASN
1 S 254 GLN
1 S 314 GLN
1 T 98 HIS
1 T 224 GLN
1 a 21 HIS
1 a 200 GLN
1 a 293 ASN
1 b 121 ASN
1 c 8 GLN
1 c 89 GLN
1 c 103 GLN
1 c 117 HIS
1 c 119 GLN
1 c 128 GLN
1 c 131 ASN
1 c 218 HIS
1 c 314 GLN
1 d 21 HIS
1 d 98 HIS
1 i 21 HIS
1 i 143 GLN
1 i 165 GLN
1 i 200 GLN
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Mol | Chain | Res | Type
1 j 8 GLN
1 k 89 GLN
1 k 117 HIS
1 k 131 ASN
1 k 218 HIS
1 k 254 GLN
1 k 314 GLN
1 1 21 HIS
1 1 98 HIS
1 q 21 HIS
1 q 118 ASN
1 q 143 GLN
1 q 144 GLN
1 q 165 GLN
1 r 94 GLN
1 r 224 GLN
1 r 254 GLN
1 s 26 GLN
1 s 103 GLN
1 s 117 HIS
1 s 128 GLN
1 s 131 ASN
1 s 218 HIS
1 s 254 GLN
1 s 314 GLN
1 t 17 HIS
1 t 21 HIS
1 t 224 GLN
1 A 21 HIS
1 A 89 GLN
1 A 118 ASN
1 A 119 GLN
1 A 143 GLN
1 A 218 HIS
1 B 128 GLN
1 B 224 GLN
1 C 117 HIS
1 C 119 GLN
1 C 128 GLN
1 C 131 ASN
1 C 254 GLN
1 C 314 GLN
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Mol | Chain | Res | Type
1 D 98 HIS
1 D 128 GLN
1 D 187 ASN
1 D 314 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol [ Chain Analysed <RSRZ>| #RSRZ>2 OWAB(A?) [Q<0.9
1 A 322/336 (95%) -1.15 | 85, 136, 195, 232 0
1 B 324/336 (96%) -1.09 97, 147, 198, 240 0
1 C 325/336 (96%) -1.07 81, 130, 194, 221 0
1 D 322/336 (95%) -1.07 93, 143, 198, 238 0
1 I 322/336 (95%) -0.99 99, 146, 203, 232 0
1 J 324/336 (96%) -1.05 105, 149, 203, 251 0
1 K 325/336 (96%) -0.98 99, 143, 199, 227 0
1 L 322/336 (95%) -1.04 97, 145, 203, 238 0
1 Q 322/336 (95%) -1.07 102, 156, 204, 237 | 0
1 R 324/336 (96%) -1.02 115, 161, 206, 245 0
1 S 325/336 (96%) -0.99 89, 134, 195, 236 0
1 T 322/336 (95%) -1.06 92, 144, 206, 239 0
1 a 323/336 (96%) -0.99 84, 150, 203, 241 0
1 b 324/336 (96%) -0.98 107, 153, 202, 243 0
1 c 325/336 (96%) -1.06 106, 143, 195,227 | 0
1 d 322/336 (95%) -1.07 110, 156, 212, 236 0
1 i 322/336 (95%) -1.08 100, 151, 203,237 | 0
1 j 324/336 (96%) -1.01 107, 154, 199, 251 0
1 k 325/336 (96%) -0.99 104, 143, 195, 226 0
1 1 322/336 (95%) -1.14 110, 156, 209, 235 0
1 q 322/336 (95%) -1.06 100, 155, 201, 240 0
1 r 324/336 (96%) -1.08 107, 161, 206, 243 0
1 s 325/336 (96%) -1.00 90, 134, 196, 237 0
1 t 322/336 (95%) -1.04 93, 145, 207, 240 0

Continued on next page...



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

Page 176

Full wwPDB X-ray Structure Validation Report

7TCRS

Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2
2 E 93/105 (88%) 1110 0
2 F 93/105 (88%) 11.08 0
2 M 93/105 (88%) 111 o [100] [100]
2 N 93/105 (88%) 11.04 0
2 U 93/105 (88%) 20.96 o [100] [100]
2 v 93/105 (88%) -1.00 0
2 e 93/105 (88%) 11.09 0
2 f 93/105 (88%) -1.07 0
2 m 93/105 (88%) 11.09 0
2 n 93/105 (88%) 112 o [100] [100]
2 u 93/105 (88%) 11.03 0
2 v 93/105 (88%) 20.92 0
3 G 30/36 (83%) -0.74 0
3 0 30/36 (83%) 20.66 0
3 W 30/36 (83%) 1056 o [100] [100]
3 ¢ 30/36 (83%) 2070 0
3 0 30/36 (83%) 20.60 o [100] [100]
3 w 30/36 (83%) -0.55 0
4 H 29/36 (80%) -0.73 0
4 p 29/36 (80%) .0.71 o [100] [100]
4 X 29/36 (80%) 20.68 0
4 h 29/36 (80%) -0.64 o [100] [100]
4 D 29/36 (80%) -0.60 0
4 X 29/36 (80%) 20,65 0

AL | AL [ 9220/9756 (94%) | -1.03 |5 (0%)

All (5) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 b 154 | GLY 3.2
1 j 151 | GLY 3.2
1 a 180 | ARG 3.2
1 q 34 | GLN | 24
1 q 24 | LEU | 2.1

OWAB(A?)

Q<0.9

109, 152, 192, 230

110, 156, 205, 219

116, 160, 193, 219

112, 162, 201, 215

122, 162, 195, 221

106, 160, 204, 219

122, 159, 198, 228

118, 160, 203, 220

122, 160, 199, 222

110, 160, 204, 218

126, 161, 196, 221

103, 163, 209, 218

154, 212, 242, 265

152, 216, 249, 269

156, 221, 244, 272

153, 219, 248, 264

153, 218, 247, 264

157, 220, 241, 270

187, 208, 232, 237

188, 209, 234, 238

193, 214, 237, 241

103, 214, 237, 242

194, 215, 236, 242

191, 215, 239, 242

81, 151, 210, 272

=N el el el el el ol ol ol Eaol ol Bal el Rell Eol =N Nk Nl el el el Nl Hell Rl R




Page 177 Full wwPDB X-ray Structure Validation Report 7CRS

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

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

6.3 Carbohydrates (i)

There are no oligosaccharides in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.


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