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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 /XrayValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

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

Xtriage (Phenix) : 1.13
EDS : 211
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.11



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

Page 2 Full wwPDB X-ray Structure Validation Report 3U98

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 3.50 A.

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

Metric Percentile Ranks Value
Rfree NN | M 0.273
Clashscore I 54
Ramachandran outliers 0 I 6.8%
Sidechain outliers I 17.9%
RSRZ outliers N I 1.2%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 130704 1659 (3.60-3.40)
Clashscore 141614 1036 (3.58-3.42)
Ramachandran outliers 138981 1005 (3.58-3.42)
Sidechain outliers 138945 1006 (3.58-3.42)
RSRZ outliers 127900 1559 (3.60-3.40)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria 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
5%
[ —
1 A 655 27% 48% 17% . 5%
%
[ | -
1 C 655 24% 44% 14% . 16%
1 E 655 25% 42% 16% - 16%
%
[ ! [ ]
1 G 655 25% 42% 15% . 16%
%
[ | [ ]
1 I 655 23% 40% 2% - 24%
:A)
1 K 655 23% 38% 3% 24%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
2 B 555 35% 51% 0% ..
2 D 555 35% 50% 2% .
2 F 555 30% 55% R ——
2 H 555 35% 49% 3% .
2 J 555 d 36% 50% 0% -
2 L 555 - 33% 54% 10%
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 49939 atoms, of which 0

are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2

atoms.

e Molecule 1 is a protein called Methylcrotonyl-CoA carboxylase, alpha-subunit.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 621 Z(;t;él 29C78 81§2 8(;6 282 0 0 0
1 ¢ 552 Z(Q)g%l 26066 81(\)19 7(;7 188 0 0 0
1 £ 552 Z(Q)g%l 26066 81(\)19 7(;7 188 0 0 0
1 G 552 Z(Q);%l 26066 81(\)19 727 188 0 0 0
L : 498 ggg 2?3)9 71?\}1 7(37 1S6 0 0 0
L Kk 497 ggzl 2?3)3 71§9 7(36 186 0 0 0
e Molecule 2 is a protein called Methylcrotonyl-CoA carboxylase, beta-subunit.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 531 Zggail 25060 7§8 7(21 282 0 0 0
2 b 531 Zggail 25060 7§8 7(21 282 0 0 0
2 d 531 Zggail 25060 7§8 7(21 282 0 0 0
2 i 531 Zggail 25060 71§8 7(21 282 0 0 0
2 J 537 ng’)ail 25060 71§8 7(21 282 0 0 0
2 L 537 Zggail 25060 71§8 721 282 0 0 0

There are 120 discrepancies between the modelled and reference sequences:

Chain

Residue

Modelled

Actual

Comment

Reference

B

8

MET

EXPRESSION TAG | UNP Q91297

O R L D

W I DE

PROTEIN DATA BANK

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

Chain | Residue | Modelled | Actual Comment Reference
B 9 GLY - EXPRESSION TAG | UNP Q91297
B 10 SER - EXPRESSION TAG | UNP Q91297
B 11 SER - EXPRESSION TAG | UNP Q91297
B 12 HIS - EXPRESSION TAG | UNP Q91297
B 13 HIS - EXPRESSION TAG | UNP Q91297
B 14 HIS - EXPRESSION TAG | UNP Q91297
B 15 HIS - EXPRESSION TAG | UNP Q91297
B 16 HIS - EXPRESSION TAG | UNP Q91297
B 17 HIS - EXPRESSION TAG | UNP Q91297
B 18 SER - EXPRESSION TAG | UNP Q91297
B 19 SER - EXPRESSION TAG | UNP Q91297
B 20 GLY - EXPRESSION TAG | UNP Q91297
B 21 LEU - EXPRESSION TAG | UNP Q91297
B 22 VAL - EXPRESSION TAG | UNP Q91297
B 23 PRO - EXPRESSION TAG | UNP Q91297
B 24 ARG - EXPRESSION TAG | UNP Q91297
B 25 GLY - EXPRESSION TAG | UNP Q91297
B 26 SER - EXPRESSION TAG | UNP Q91297
B 27 HIS - EXPRESSION TAG | UNP Q91297
D 8 MET - EXPRESSION TAG | UNP Q91297
D 9 GLY - EXPRESSION TAG | UNP Q91297
D 10 SER - EXPRESSION TAG | UNP Q91297
D 11 SER - EXPRESSION TAG | UNP Q91297
D 12 HIS - EXPRESSION TAG | UNP Q91297
D 13 HIS - EXPRESSION TAG | UNP Q91297
D 14 HIS - EXPRESSION TAG | UNP Q91297
D 15 HIS - EXPRESSION TAG | UNP Q91297
D 16 HIS - EXPRESSION TAG | UNP Q91297
D 17 HIS - EXPRESSION TAG | UNP Q91297
D 18 SER - EXPRESSION TAG | UNP Q91297
D 19 SER - EXPRESSION TAG | UNP Q91297
D 20 GLY - EXPRESSION TAG | UNP Q91297
D 21 LEU - EXPRESSION TAG | UNP Q91297
D 22 VAL - EXPRESSION TAG | UNP Q91297
D 23 PRO - EXPRESSION TAG | UNP Q91297
D 24 ARG - EXPRESSION TAG | UNP Q91297
D 25 GLY - EXPRESSION TAG | UNP Q91297
D 26 SER - EXPRESSION TAG | UNP Q91297
D 27 HIS - EXPRESSION TAG | UNP Q91297
F 8 MET - EXPRESSION TAG | UNP Q91297
F 9 GLY - EXPRESSION TAG | UNP Q91297
F 10 SER - EXPRESSION TAG | UNP Q91297

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

Chain | Residue | Modelled | Actual Comment Reference
F 11 SER - EXPRESSION TAG | UNP Q91297
F 12 HIS - EXPRESSION TAG | UNP Q91297
F 13 HIS - EXPRESSION TAG | UNP Q91297
F 14 HIS - EXPRESSION TAG | UNP Q91297
F 15 HIS - EXPRESSION TAG | UNP Q91297
F 16 HIS - EXPRESSION TAG | UNP Q91297
F 17 HIS - EXPRESSION TAG | UNP Q91297
F 18 SER - EXPRESSION TAG | UNP Q91297
F 19 SER - EXPRESSION TAG | UNP Q91297
F 20 GLY - EXPRESSION TAG | UNP Q91297
F 21 LEU - EXPRESSION TAG | UNP Q91297
F 22 VAL - EXPRESSION TAG | UNP Q91297
F 23 PRO - EXPRESSION TAG | UNP Q91297
F 24 ARG - EXPRESSION TAG | UNP Q91297
F 25 GLY - EXPRESSION TAG | UNP Q91297
F 26 SER - EXPRESSION TAG | UNP Q91297
F 27 HIS - EXPRESSION TAG | UNP Q91297
H 8 MET - EXPRESSION TAG | UNP Q91297
H 9 GLY - EXPRESSION TAG | UNP Q91297
H 10 SER - EXPRESSION TAG | UNP Q91297
H 11 SER - EXPRESSION TAG | UNP Q91297
H 12 HIS - EXPRESSION TAG | UNP Q91297
H 13 HIS - EXPRESSION TAG | UNP Q91297
H 14 HIS - EXPRESSION TAG | UNP Q91297
H 15 HIS - EXPRESSION TAG | UNP Q91297
H 16 HIS - EXPRESSION TAG | UNP Q91297
H 17 HIS - EXPRESSION TAG | UNP Q91297
H 18 SER - EXPRESSION TAG | UNP Q91297
H 19 SER - EXPRESSION TAG | UNP Q91297
H 20 GLY - EXPRESSION TAG | UNP Q91297
H 21 LEU - EXPRESSION TAG | UNP Q91297
H 22 VAL - EXPRESSION TAG | UNP Q91297
H 23 PRO - EXPRESSION TAG | UNP Q91297
H 24 ARG - EXPRESSION TAG | UNP Q91297
H 25 GLY - EXPRESSION TAG | UNP Q91297
H 26 SER - EXPRESSION TAG | UNP Q91297
H 27 HIS - EXPRESSION TAG | UNP Q91297
J 8 MET - EXPRESSION TAG | UNP Q91297
J 9 GLY - EXPRESSION TAG | UNP Q91297
J 10 SER - EXPRESSION TAG | UNP Q91297
J 11 SER - EXPRESSION TAG | UNP Q91297
J 12 HIS - EXPRESSION TAG | UNP Q91297

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

Chain | Residue | Modelled | Actual Comment Reference
J 13 HIS - EXPRESSION TAG | UNP Q91297
J 14 HIS - EXPRESSION TAG | UNP Q91297
J 15 HIS - EXPRESSION TAG | UNP Q91297
J 16 HIS - EXPRESSION TAG | UNP Q91297
J 17 HIS - EXPRESSION TAG | UNP Q91297
J 18 SER - EXPRESSION TAG | UNP Q91297
J 19 SER - EXPRESSION TAG | UNP Q91297
J 20 GLY - EXPRESSION TAG | UNP Q91297
J 21 LEU - EXPRESSION TAG | UNP Q91297
J 22 VAL - EXPRESSION TAG | UNP Q91297
J 23 PRO - EXPRESSION TAG | UNP Q91297
J 24 ARG - EXPRESSION TAG | UNP Q91297
J 25 GLY - EXPRESSION TAG | UNP Q91297
J 26 SER - EXPRESSION TAG | UNP Q91297
J 27 HIS - EXPRESSION TAG | UNP Q91297
L 8 MET - EXPRESSION TAG | UNP Q91297
L 9 GLY - EXPRESSION TAG | UNP Q91297
L 10 SER - EXPRESSION TAG | UNP Q91297
L 11 SER - EXPRESSION TAG | UNP Q91297
L 12 HIS - EXPRESSION TAG | UNP Q91297
L 13 HIS - EXPRESSION TAG | UNP Q91297
L 14 HIS - EXPRESSION TAG | UNP Q91297
L 15 HIS - EXPRESSION TAG | UNP Q91297
L 16 HIS - EXPRESSION TAG | UNP Q91297
L 17 HIS - EXPRESSION TAG | UNP Q91297
L 18 SER - EXPRESSION TAG | UNP Q91297
L 19 SER - EXPRESSION TAG | UNP Q91297
L 20 GLY - EXPRESSION TAG | UNP Q91297
L 21 LEU - EXPRESSION TAG | UNP Q91297
L 22 VAL - EXPRESSION TAG | UNP Q91297
L 23 PRO - EXPRESSION TAG | UNP Q91297
L 24 ARG - EXPRESSION TAG | UNP Q91297
L 25 GLY - EXPRESSION TAG | UNP Q91297
L 26 SER - EXPRESSION TAG | UNP Q91297
L 27 HIS - EXPRESSION TAG | UNP Q91297

e Molecule 3 is 5-(HEXAHYDRO-2-OXO-1H-THIENO|3,4-D[IMIDAZOL-6-YL)PENTANAL
(three-letter code: BTI) (formula: C1oH;sN2O2S).
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BTI
NZH cz(s)
o3 O _c3 I sl
NEH b
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O S
3 A 1 15 100 2 2 1 0 0
Total C N O S
3 I 1 15 100 2 2 1 0 0

e Molecule 4 is COENZYME A (three-letter code: COA) (formula: CoH36N7O16P3S).

COA
L. .
Ly
-
0}- n:r 'P.o oH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P S
1 B 1 48 21 7 16 3 1 0 0
Total C N O P S
1 b 1 48 21 7 16 3 1 0 0
Continued on next page...
SPDE
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
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Stretches of 2 or more

- 5%

17%

©
0
)

48%

Full wwPDB X-ray Structure Validation Report

27%

5%

Chain A: —

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).
consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

e Molecule 1: Methylcrotonyl-CoA carboxylase, alpha-subunit

3 Residue-property plots (i)

Page 10

€07d

007D
669

761

143

o
> o
< &

98Y
S8H

€80
28I
780

6.LH
8LA

9LA

LD
E€LI

-
10
~

671

529

TLTE
OLTH
69711

L9TH

SOTV

€914

T91D

68TV

94TV
vaTv
€41d
¢STd
TSTD

6714

£62H

062d

88cd
,8cd

S8cA
¥8TH

08cH
6.20

j2x4 )
€.23

1.2

L9CTH

S9CH

£9ca

8GTI
PAt4c

SGCH

[4:ta')
18271
0821

8%y
Lyca
oA
74

61%D

ST%Y
452!
£1%D

+

119D

80%V

00%D

L

S6€4d
v6€d

@ c6ed

06€d

88EV
L8ER
98€1
98€Y
w8en
£8€d
[4:338

08€H
6LED

GLEN
BLeh

TLED

0LET

89€T

S9€D

L6%1
96%1

68%1
88%4

S8%a
¥8¥'1
£8%3

8LYV

9LVH

PLYT
E€LYI
TLvY

0L%1

99%N

oY

09%A

LSPE

b2
£9%Y
2891
1891
0S%Y

8vHY
PA4A

[ owrE
Svva
442!
£YPL
(444

€990

1954

0993

8G9

® L89S0

feleiet|

€691

I

6794
8%av

9¥%9S

EYaM

Ll

LEGM

GEas
YESH

TESa
T€9a

2Ted
1248d
0z9d

L1971

€18V
TI8v
T18Y

6594
8G9A
LGOI
9998
969D

€GN

269d

L2971

Sz9d
i44°0)]
€z9d
[44°1.)
14°kS

8191

9194

€194

+

094

S09A

3

1094

8691

9650

0691

RLDWIDE

0O
PROTEIN DATA BANK

SPDB

-+
o
=}
=
0
j=]
e
<
=
o
—
<
QW
n
<
—
>
%
Q
fe]
[
<
QO
<
Q
@)
-
>
=
Q
—
]
P}
=
>
=
e}
=
—
=
jm]
QO
=
=
[


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

Full wwPDB X-ray Structure Validation Report 3U9S

Page 11

. 16%

14%

44%

24%

693

98N
el )

€41
{4y
TS

671
8%S

Tv10
TPV

6ETY

9ETV

veTE

9CTH

-

(444

3
=

LITY

YTl
€111

0T1d

8071

%eTT

(444

8TCA
LTTA

STTH

90TV
S0TH
%021
€021
2ozTA
102d

661D

961D
¥612
£6TYH

06TL
6812

L8710

S8TV

6.1d

70gH

CTOEW
T0EY

662H
8621
L6238
962V

68TV

.8c3
98CTA
S8TA
78Ty

T8CH

6.2h

9.2d
Slca
j2ka)
€lca
cleh
1271
0LZk

[4:(4)

6%Ck
8veH
Lyca
® 9%TA

® %hIn

S9€D
79gY

TogY
09€I

8GEM
LGEY

SGET

T8ed
TSEL
0S€I

(424
17€0
0TEV
60V
80€Y
LOEA
90€V

0Z%A

9T%A
STy

E1%D

119D

(028

E0%NW

T0%Y
00%D

86EV

96€1
S6€4
v6€d

@ c6eH
@ 16ged
06€d

88EYV
L8ER
98€1
98¢
¥8eA
£8€d

08E€H

8LEN

9.€d
SLEA

€Led
TLED

69€d

L6%T
96%'T

76va

C6%H

067V
6871
88%4
L8%D

S8%a
¥8Y'1

(4554
08%V
8LYV
LLvd
9LVH

PLYT
E€LYI

0L%1

L9%1
99%N
SO%L
7oy
£9%1
T9%H

09%A

i

PSP
4

1991
09%Y
6770
8vY

baaks

T9%D

LEDT

L6S0
9690

0§93

bascLs

0%SN

LESH
9€49d

£€9d

jz4cts

2Tsd
129d

619S

9TGH

€19V

0t1gh

LOSH

£0SY

® €€9a
TEON
TE9Y
0€93
6291
829V

9291

6194

vTod
€194

TT9V

8094
094

S09A

£09a

T09¥
009S

Methylcrotonyl-CoA carboxylase, alpha-subunit

e Molecule 1

16%

16%

42%

25%

Chain E

607Y
8071
LOTR

Y01V

[401%'s
TOTY

g6
761
£60a

L84

6.LH

LLY
9LA

YLD

TLT

994

oA
€94

L84
9GN
el )
PaA
€41

671
8%S

528

S8TV

18TA

6L1d

SLTA

ELTV

OLTH

89TV
LOTH
99TV
SOTV
%918

SqTvY
»STV

€9Td
29Td

LYT1

£v1a

6ETY
8ETd

9ETV

YETH

CETT

8TTH

9TTH
STTI

14%]
0TTS

8TT1
LTTV

PITI
€111

8%TH

9vTA

hazal

961D

1674
06TL

1810

1780
0TEY
60€Y
80€Y
LOEA

voex

TOEY

8621
Lécd
96TV

621

T6CY

68TV
88TH

S9CH
v9cH
€9ca
[42141)

1

84Tl
LGTd

SSCH
vacy

(4148

0821
6%Ck

R LDWIDE

O

PROTEIN DATA BANK

W



3U9S

Full wwPDB X-ray Structure Validation Report

Page 12

TLED

+

89¢€'1

S9€D
boeH

TOEY
09€I
69Eh
8GEM
LGEY
9GEA
9GeT

[astoh]
TGEL
0S€L

8%ex

9%eN

YPEH
£vex
THEN

6E€Y
8EEL
LEEN
9EEN

veEN
geed
ceed
TEEL

62ED

Lged

2548

£1%D

T1%D

L0%a
90%Y
SO%A
v0¥1

TO%YH
00%D

86EV

96€1
g6ed
@ ©6ed

it
L

T6€d
06€d

88EY
L8ER
98€1

SLEA
pLED

98%L
G8%a
781

[4i4

6.%4

254

*

0LYT
6974

99%N
S9PL
A%

09%A

8G%L

elci A}

2554
£8PV

1891
0574

8viY

PiaS

447
£¥PL

9650

T65a

8994
LSS0
9994
G981

® €891

il

I

7Py

6€9Y

9€4d
GE€SS
YESH
€€9d
TESA
T€4a

2esed
T¢Sd

9TSH

v159d

0€93
6291

L2911
9291

TTOM

0291
6194

L1790

AL
€194

T19Y

8094
L09Y

S09A

009s
66SA
8691

Methylcrotonyl-CoA carboxylase, alpha-subunit

e Molecule 1

%

16%

15%

42%

25%

Chain G

8071
LOTR
901§

vo1V
€01d
CTOTYH

0019
86T
L6a
96A
Y61

681

784

(439

+

8LA

9LA
SLS

€L

TL1
0LY

89V
198
994

7oA
£9Y

09I

L84

waA
€41
[4:4¢
184

671

63TV

LSTI
98TV

vaTv
€41d
C¢STd

811
L9T1

SYTV
xS

(445
15434

6ETY

LETA
9ETV

veTH
EETS

T€T4

8TTH
L21d

YTV

(494§

91TV

PITI

(A%}

T11a
0TTD

TETY

62CS
82C'1

scey
j44a
L4 4cs

rTeea

81CA

91TH

S0TH
%021

c0ch
T02d

661D

961D

612
€674

T6T4
06TL
6813
88711
181d

981V

6.1d
8LTA
LLTT
9.1d
SLTA

ELTY

L6c3
962V
S6CH
762T1

162V

682V

L8cd
98TA

v8TH

C8CH

08cH
6.20

LTS
9.TD
§S.za
k4
eLcd
cLel
TLT1

8GTI
PAtAc

414

{414

9vTA
S¥e1
i4740
15544

09€I
65€l
8GEM
LSEV

g96eT
vsea

T9€L
0S€I

LYEL

ceed

1€€d

62ED

Lzed

i

9THA

61%D

9T%A

454

CcTvd
19D

70¥1

96€1

L8ER

fefchor

€08V

L6%T
96%1
S6%a

£6%h
z6VH

067V

88%4

+

6.%4

LL%d

99N

S9PL
a4

6S%S

SS9

E£9%Y

1891
0874

8vvYH

Svva

*

T9%D

9981
G9%Y
$93A

99y
@ 199

9684
elelel)
PGS
€991

9995

GESS

besH
€€ad
¢esa
TESA

Gz
j44°LS

¢Tsed
T24ed

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3U9S

Page 13

TE9N
TEQY

6291
9291
ool

1294
0291

8191

AT°LS
€194

TI9V

L09¥

S09A

£09a

8691

0681

Methylerotonyl-CoA carboxylase, alpha-subunit

e Molecule 1

%
B

24%

12%

40%

23%

Chain I

61

6y
163

88H

8y

T80

6.LH

LLY
9LA
S.LS

290

091

1

baGA
€41

T84
0sb
671

PALS

TL1E
0LTNH

89TV

99TV

€97

191D
09TH
6GTY

LGT1

3

€41d
¢S1d

0871

9TTH

€gTh
TTTY

0T1S

8111
L1TY
91TV

P11l
€111
(431

+

8071

6.1d

LLTT

ELTY

68TV

1824

S8TA
v8TA

T8CTH
82

6.2b

LLTS

s.iza
i 2x4S
€LTH
TLTN
TL2T
0LTX

892D

S9CH

€9ca

89C1

9GTA

14

[414s

£vex
THEN

6EEY

9EEN

beEEN
geed
zeed
Teed

8ced

6C%d

YTva

(447

+

9THA

454

Y0%'1

20%'1

00%D

86EY

96€'1

@ ©eed

°6ed

i
L

68€d

L8ER

G8eY
78eEA
£8€d

08€H

i

i

fetelon]
ats

09€I
6SED
89EM

L6
96%1

€670

C6YH

68%1

98%L
S8%a

£8%3
[4i4

LLlyd
9LYH

TLYY

0L%1

89%Y
L9%1
99%N

4%

09%A
68%S

LG%3

G871
i
€97V

TSP1T
0574

8YHY

ovva
Svva

£¥PL

T¥¥D

6ETY

LEPT

YEYT

L9SY
9991
S99y
793A

2954

TESa
T€4a
928a

2Tsd
T2Sd

PALY
9TGH

€19V
(4244
TI8Y

8094
LOSH

CTTOM

9194

v194
€794

i

6691

L6890
96490

0691

Methylcrotonyl-CoA carboxylase, alpha-subunit

e Molecule 1

%

24%

13%

38%

23%

Chain K

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3U9S

Page 14

LOTR

€07d

TOTY

669
861

S6Y

61

06Y
68A

98V

784

6.LH

LLY
9LA

LD

694

3
i

LGY

el )

€41

T84
05b

8%S

o
529

SLTA

eLTV
TL1E

0LTH
6971
89TV
L9TY

S9TV
918
€9TY

LGTI

eicia g
varv
€91d
TS1d

6714

PAAN

3

€v1a
Tv10
TPV

8€T4

9ETY

€ETS
TETT

9CTH
STTI

(4441

0Z1S

LTIV

P11l
€111
(431

3

8071

LLTT

662H
8621

962V

£62D

1

162V
06zd
682V
88cd
1823

S8TA
¥82x

6.20

9,20

j2x4c

TL21
0LTA

8920

(424

L

849CI
L9TA

GGCH
j4°14:S
£82d

@ 0821

vogy

TogY

LSGEY

€6€1
T8eed
TSEL
0G€I
6YEY
8Y€d

OYEA
sved
YveH
£ved
(472578
el
0beT

8EEL
LEEN

fefotoics

L1€D
9TEA
STER

CIEY

OTEY
60EY

LOEA

SOEY
vogx
€0€D
CTOEN

STha

{4478
1448

L1%Q
9THA
STHY

T1%D

807V
LO%E

(029

20%'1

00%D

86EY

96€1
g6€d
v6€Q

68€2
88EY
L8ER

69€d
89¢€'1

S9€D

YLYT

0L%T

89%V
L9%T
99%N
S9PL
oY

8G%L
L8%3

SG6%T
PSYH

1S%T
087y

8YvY

i
L

155474
[0h47:)
6ETY

0893
6794
8YSV

+

j4tS
EPSM

T98a
0%SN
6E9Y

LESH
9€9d
S€9S
YESH

2E€Sa

{44t
@ 12Sd

61SS
81sh

9TGH

(451

8094

L6%T

£€90

TE9Y

6291

9291

1

CTTOM
1293

6194

9194

jaTLs
€794

+

909L

£090a

8691

16490
0691

695V
89SH

Methylcrotonyl-CoA carboxylase, beta-subunit

e Molecule 2

10%

51%

35%

Chain B

89D

PYIL

15458
0%TA

8ETV
LETA

T€TD

8TTH

STTH

€T11

3

6711

LTTV

STTV

YITA

Y01V

[4J3)

0071

6.9

8LY
LLY
9LS
SLH

N
~
~

TLD
TLY

ETCH
TITA
TI2A
0TV

802h

90TI

88TYH

¥8TA

1870
087Y

8L11

LGTH

SGTYH

9YTR
SPTIX

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3U9S

Page 15

9LTR

99¢H
S9TA

€92V

0921

3
3

GSTA
bacA

28TH
T6TL
08Ty

8%TH

9%¢1
S¥ed
¥¥ed
£%2H
4441
%21

6€TI
8ETL

9T
secd
becy
€ETA

GEET

€eed
CEEY

0€€a

9TeN

bTed

zced
TTEI
0ZeN

8TEA

91€d

3

TIE€T
01€d

L0€d
90€Y
<s0gyd
%0€d
€0€h

SO%L

(40|

L6€d

68€d
88€I
L84
98€H
S8EY

£8EN
18€Y
08EY
6L€d

LLES

LOEI

v9€D
E9€H

L

9GEA

veeL
E€GEL

T9ed
0G€T

8veN
Lved
oved

L6%T

E6%V
T6%Y

6870

98%%

6L%V

9L%3

Y.YD

TLYA

0L¥I
69%4

SOvM
YOVN
EO%M
{45574

09%Y4

PAsi 28

asiel

[4ci78

67HN

444
54745
444
15429

6ETA

EEVYH
TEVY
TEVD
0EWY
62%A

SeCh1
442
£THY

€98
2994
7964
09SA

8494

9GGL
fefeiof|
¥993
€441

6%91
8YSV

9%Gs

€991

1991

693
8E9Y

9egh

Methylcrotonyl-CoA carboxylase, beta-subunit

¥€4d
£€9a
[43:)3

6290
elget}
0TSk
619d
8TSH
L19D

[45:1]

0191
6081
808d
LOSY

S0SI
0S4

1093
0053

e Molecule 2

86%D

12%

50%

< 10 © o
< < & <+
= = ==

35%

Chain D

© ©
© ©
] o

YoH
€9I
(4L

09T
63T

L84
94T

B3N
€9A
zsh

o
S
[}

0€I

8T
LTH
9Ts

PST1

[4)%:}
TSTY

67TL
81T

SYTA

8ETY

9ETN

YETA

6CTA

€CTI

12TV

6TTI

60TR
80TA

SOTV
YOTY

OtV

86T

S6S

26a

06T

88N

984

8y
£8A

0831

SLH

TLh
TLY

TTTh
11441
0ZeH

81CV
L1TL
9120

)14 1
6021
80zh

9021

T0Ts
TOTH

66TV
861D
LETN

S6Td
P6TI
€6TH
T6TH

06TH
6814

98T1d

78TA

1870
08714

LTV
SLTD
YLD

cL1d

0LT1
69TX

S9T1
7oTH
E9TN

1971

96Ty

98C1

78¢C1

T8CH
182d
08za
6.2a
8.cd
Lley

eley
TLTh

89¢H

99CH

¥9ca
€92V

192D
0921

8Gcd

94es
SGTA

[4:t4)

67EV
8veN
Lved

vhed

chves

6EEA
8€ET
LEEY
9EEY

£eeq
{4218
TEEN
ogea

STES
wTea
£TEV
2Ted

0ZEA

8TER
L1€T
91€d
ST€d

£1€d

TTET

00€9
662h
8623
1624
96ZH
a6zl
%621

(414
T6CTA

6824
88CH

P19
1572

1150

60%A

¥OvI
£0%N

1091
00%4
66€T

L6gd
96€1
£6€b
68€d

1884
98€H

€8N
08EY
8LEV

LLgd
9.L€T

TLEN
TLEY

69€1

LOEI

E€9€H
29€T

8GE€D

S6eT

€9EL

6870
88%H
L8%Y

S8%A

£8%Y
28%'1

08%H
6.L%Y

LL%D

0L¥%I
69%4
89%Y
LIOPN

SOTM
2%zl

29%1

09%4

LGYR
9GHY

il

67PN

4448
€¥¥D

LESL
9€S0

bead
TE€SA
82Sa

LTSH
9291

1

Methylcrotonyl-CoA carboxylase, beta-subunit

154:78

8TSH
L19D
918h

0791
60SI
809d
LOSY

[deikcs

0093

86%D
@ L6PT

!
e Molecule 2

S670

€67V
°6%Y
1692

11%

55%

30%

Chain F

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3U9S

Page 16

698
89D
L9D

© © o
) 0 ©
| 3 =

waN

[4:1}

061
671
8L
LYY
oY
SPN
44l

va
i4 ]

[
™
©

~
™
a

eD

11
0€I

8T

LETA
9ETN

€ETI

TETD
0€TH

8T1D

STTH

€TT1

TTTY
0ZTA

LTTV

607X
80TA

90TH
SOTY

€071

T01S
0071

86T

S6S

£6d

06T
684

S84

£8A

181
0831

S.H

<
~
<

TLh
TLY

T0Ts
TOTH
0ocn

861D
LBTN

S6Td
Y6TI

CT6TH

06TH

88TYH

98Td

78TA

1870

6.1d

LLTN

SLTD

€LIS
cL1d

0LTT

89TI
L91D

7oTH
E9TN

6GTI

LSTh

€4TH
{419’}

9%TR
1498
PPIL
EY1D

0%TA

8ETV

S9TA
¥9ca
£9CV

192D

0921
6623

[4°14:)

[0t 4

8Ty
LYTA

¥¥ed
£%CH
4744
9T

6€TI
8ETL

veTH
€ecTh
CTETH
1€2A

i

L2TS

sgev
¥etd

TTTh
1144
0Z2H

ALAN
9120

v12D

80zl
L0cd
90TI

v0TH

S1€d

€1€ed
TIER
T1€1

80€Y

S.TH
TLTh
TLTD
0.TS

89¢Y

06€T
68€d
88€I
184
98€H
S8EV

£8€)
[4:101]
18EY

6.L€3

9LET

TLEN
TLEY
0LET

89€V
L9ET

SOER

E£9€H

L

6G€4

LG€D

SGeT

€9EL
Tsed
T9€d

6vEV
8veN
Lved
9ved

vhed

9SHV

¥S%D
€8%0
14570

(012372
67HN

LYPY
9%%D
SYvd
b4%4
£%%D
444
13421
0%%1

8EVL

3

2578
£EVY
(4544

6CTHA
8THY
LTHL

SThT
§44728
£THY

114%:¢

6T%V
8T¥I
LT%D

19
ETHR
(45208

60%A
80%KH
L0%4

0%
£0%N
[0}

00%4
66€T
86€T

v6ey
£6€b

S0SI

i

0053

86%D

S6%0

£6%V

069V
6870
8871
1894
9893
G8vA
8%l

T8%'T
87A
08%D
6L%V

LL%D

€99
[4eiets

09GA

i

999d
jokcs
€991
2¢99d
199V
0GSN
6791

€991

i

Methylcrotonyl-CoA carboxylase, beta-subunit

8€9Y
LESL

vead
€€9a
CTESI
T€SA
0€SD

e Molecule 2

828a

13%

49%

*

35%

Chain H

TLh
TLY

695
89D

99D
994

<+
©
=

o
©Q
5

L84
98T
Sqv

€9A
¢St

081
6%
8%L

v

6€S

©
2]
=

@
@
B

1e1

62V

(415}
TSTH
0STA
67TL
811

9%TR

PPIL

LETA

YETA

T

L2138

STTH

€TTI

6TTI

STTV
YITA

(4%

60TA

Y01V

CTOTV

0071

86T

©
I3
%

061

784

281

0831

8.4

SLH
YL

[du4y
T0TH

8610

9674

¥6TI
€6TH
261D

06TH

88TYH

¥8TA
€814

1870

6L1d
8L11
LLTN
9LTV

iZA %)

cL1a
TLTA
0L11

¥o1Td
€9TN
{4215

69TI

LSTD

99TY
911
€9TH

¥8CT
£8CV

892

96es
it}
¥9TA

[4:t4)

[elt4)

6€TI
8ETL
LETY

vecy
E€E€TA
CETH
TETA

8cca
LTTs

¥ced
€TTA

67EV

8ced

9TEN

yzea

cced
TTel
0ZEA

8TEX
L1E€T

(414 )
T62A

98C1

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3U9S

Page 17

617V

LT%D

2S4S
529
(45728

[doidi}
T0%1
00%d

L6ed
96€T

AL S

T6ED

06€1
68€d

98€H

€£8€)

08EY

8LEY

TLEY
0Le7T

99¢ed

€9€H

09eY

85G€D

3

€9EL
2GED
T6ed

G8%A

T8%A

6.7V

LL%D

250
ELYN

CEDY

(1478
8TYY
LTYL

ST

£ThY

(4728

ks

TS89V
0GSN

S%ST

£%91

0%GA

8E9YH

9egh

€€9Q
CESI
TESA

6290
8250

STey

134°29
0ZGR

81GH
L1899

€161

L}

908%

08y

1053

86%D
L6%T

G69h

E6%V
T6%Y

067V
6870
88%d

98%Y4

€98

Methylcrotonyl-CoA carboxylase, beta-subunit

e Molecule 2

%

10%

50%

36%

Chain J

084

SLH
b4
€LY
TLD

89D

Y9H
€91

o
©
~

091

LSY

€SA
4:0]

091

+

LSTD

SeTY
911

[4sp5s
TS
0GTA

8¥%11
L¥1d
EiA99
SYIX
PPIL

13258
ovIA

PEIA

STTH

€CT11
[£4%)]
TTIV

6171

LITV

YIIA

Ll

Y01V

(494

0071

96d

69D

8y

281

TeTA

9TTH

(234

802h

9021

€L1S

TLIA
0471
697X
8971
L9710
991d
G911
v91d

00€D
662D
86T

96TM

621

(4144
T6CTA

88cYH

98I

1820

6.2a

LLTY
9LTR
SLTH

TLTA

0Lcs

99¢H

€9V

0921

66cH
8GcH

988
GSTA

2G6TH

08Ty

8¥%cH
L¥TA

S¥cd

£%2H
4441
%21

6ECI

becy
EETA

8¢ed

beea
£TeY

TCEL
0ceN
61€D
8TEX
L1871

3

01ed

L0€d

Ssogyd
v0€d
€0€h
20¢g1

134729
07%1

8EVL

9EPYH
SEYd

£EPYH
(4544
€YD

LTHL

STP1
i4472'0
ETYV

0T%A
617V

L1%D

535729

80%KW

SO%L

£0%N
[4oidi]
1091
00%d

L6€d

v6ed
£6€b

06€T
68€d

L8€4
98EH

£8EN

18EY

8LEV

L08Y
9083
® S0SI

T6%d

TLYA

0L%I

LIPN

S9TM

€971
2971
T9%4

LGYR
eleiA g
eleigcs
j2i0l

TS%D
0574
67PN

v¥¥S
£¥¥D

3

LESL
9esh

Methylcrotonyl-CoA carboxylase, beta-subunit

bead
€ead

8Tsd

e Molecule 2

0781
60SI
808d

10%

54%

33%

Zx S

TLY

69S
899

8CTH

O

R LDWIDE
PROTEIN DATA BANK

W



3U9S

Full wwPDB X-ray Structure Validation Report

™ ©
=3 =3
a o

Page 18

PPIL

3

0%TA

Ll

ZETH

0€Ta
6CTA
8T1D
Lgid
9CTA
l41S

€CTI

0TTA
617I

(431

60TA

L0713
90TH

3

vOTV
€071
(4944

662

SLH

E€TCH

60CI

902I

»81A

1870

LLIN
9LTY
QL1D
ZA%)]

L9170

G911
AL S

6871

L8Th
98Ty
§gTY
$STT

TSTH

0STA

8¥%11
L¥1d
9%IX

S.LTH
v.Lca

TLTh
TLTD
0.TS

1

99CH
S9TA

£9cy

0921
(Sfetacy
8Gzd

98¢Ts
SGTA

foitac
[4°145)

0seV

8T
LyTh
9%

¥ved
574
(4744
%21

8€ET
Legeyd
9EeV
SEeI
YEEN

ceed
TEEA

STes
veea
E£TEY

114°29

67€D
8TER

91€d
S1€d

€1ed
CIER
11€1
01€d

80€Y

3

%0€0
€0€h

T0€l
00€D
662l
8624

962N
¥6¢C1

44
162A
062D
68cH
88cH

9821
S8CV
78¢1
£8CV

L.V

TLEY
0.L€7
69€I
89€V
L9EI
99ed
S9€X

€9€H

8G€D

189€4

6YEY
8YEN
Lved
oved

vhed
£ved

ovea
6EEN

159D

67PN

Svvd
i4%44
£¥%D
444
P9I
0%%1

8EVL
LEDA

j44728

1147:¢
0THy
6T%V
8T¥%I
L1%D

v
11572

1150

60%A
80%NW

6%91

SP9T

€991

991
0%SA

LESL
9egh

TEQI
T€SA

8249d
LTSM
9291
et}
wesy

114°29

619d
8TSH

1092
@ 00SsH

86%D
@ L6917

€9GKW
{4t

84464

9GSL
§69d
pasa
€GSI
2¢GSd

0GSN

O

R LDWIDE
PROTEIN DATA BANK

W



Page 19

Full wwPDB X-ray Structure Validation Report

3U9S

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 131.51A  255.34A  152.67A .
Depositor
a, b, c, a, B,y 90.00° 95.74° 90.00°
. 48.90 - 3.50 Depositor
Resolution (4) 4890 — 3.28 EDS
% Data completeness 83.0 (48.90-3.50) Depositor
(in resolution range) 76.9 (48.90-3.28) EDS
Rinerge 0.12 Depositor
Raym (Not available) Depositor
<I/o(I)>" 0.98 (at 3.25A) Xtriage
Refinement program CNS 1.2 Depositor
R R 0.234 ., 0.292 Depositor
» Phfree 0.213 , 0.273 DCC
Rfree test set 6800 reflections (5.07%) wwPDB-VP
Wilson B-factor (A?) 61.9 Xtriage
Anisotropy 0.971 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.31,73.4 EDS
L-test for twinning” <|L| > =048, < L?> =10.31 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.90 EDS
Total number of atoms 49939 wwPDB-VP
Average B, all atoms (A?) 105.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.28% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

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

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

. Bond lengths Bond angles
Mol | Chain | p\ (57 #1% >5 | RMSZ #éy >5
1 A 0.68 0,/4866 0.87 | 4/6581 (0.1%)
1 C 0.63 0/4362 0.86 | 3/5897 (0.1%)
1 E 0.65 | 1/4362 (0.0%) | 0.85 | 3/5897 (0.1%)
1 G 0.65 0/4362 0.87 0/5897
1 I 0.66 0/3929 0.84 | 1/5315 (0.0%)
1 K 0.68 0/3921 0.85 | 2/5307 (0.0%)
2 B 0.67 0/4135 0.86 | 1/5605 (0.0%)
2 D 0.67 0/4135 0.86 | 3/5605 (0.1%)
2 F 0.64 0/4135 0.87 | 3/5605 (0.1%)
) H 0.67 | 3/4135 (0.1%) | 0.83 | 1/5605 (0.0%)
2 ] 0.68 0/4135 0.87 | 2/5605 (0.0%)
2 L 0.67 0/4135 0.87 0/5605
All | Al | 066 |4/50612 (0.0%) | 0.86 | 23/68524 (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 A 0 1
1 E 0 1
1 G 0 2
1 I 0 1
2 B 0 1
2 H 0 1
2 J 0 2
All All 0 9

All (4) bond length outliers are listed below:


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

2 H 131 | CYS | CB-SG | -7.11 1.70 1.82

1 B 563 | CYS | CB-SG | 5.92 1.92 1.82

2 H 189 | GLU | CB-CG | 5.11 1.61 1.52

2 H 189 | GLU | CG-CD | 5.11 1.59 1.51
All (23) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
2 J 399 | LEU | CB-CG-CD2 | -7.14 98.86 111.00
1 E 506 | GLU N-CA-C -6.63 93.10 111.00
1 C 506 | GLU N-CA-C -6.45 93.60 111.00
1 E 566 | LEU | CA-CB-CG | 6.09 129.31 115.30
1 A 298 | LEU | CA-CB-CG | -5.94 101.63 115.30
2 B 304 | CYS CA-CB-SG | 5.52 123.94 114.00
2 J 246 | LEU | CA-CB-CG | 5.50 127.96 115.30
1 A 294 | LEU | CA-CB-CG | 5.47 127.89 115.30
1 C 251 | LEU | CA-CB-CG | 5.45 127.83 115.30
1 A 396 | LEU | CA-CB-CG | 5.42 127.77 115.30
2 D 394 | ARG | NE-CZ-NH2 | -5.41 117.60 120.30
1 K 251 | LEU | CA-CB-CG | 5.39 127.70 115.30
1 I 506 | GLU N-CA-C -5.36 96.53 111.00
1 D) 379 | GLY N-CA-C 5.29 126.31 113.10
2 D 50 | LEU | CA-CB-CG | 5.25 127.36 115.30
2 F 148 | LEU | CA-CB-CG | -5.24 103.24 115.30
2 F 401 | LEU | CA-CB-CG |-5.21 103.31 115.30
2 H 60 LEU | CA-CB-CG | 5.21 127.28 115.30
2 D 82 | LEU | CA-CB-CG | -5.19 103.36 115.30
1 K 506 | GLU N-CA-C -0.18 97.01 111.00
2 F 35 ILE CB-CA-C -5.10 101.40 111.60
1 A 506 | GLU N-CA-C -5.09 97.25 111.00
1 C 199 | GLY N-CA-C -5.08 100.39 113.10

There are no chirality outliers.
All (9) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 698 | TYR | Sidechain
2 B 109 | TYR | Sidechain
1 D) 129 | TYR | Sidechain
1 G 129 | TYR | Sidechain
1 G 588 | TYR | Sidechain
2 H 145 | TYR | Sidechain

Continued on next page...
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Mol | Chain | Res | Type | Group
1 I 129 | TYR | Sidechain
2 J 109 | TYR | Sidechain
2 J 365 | TYR | Sidechain

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 4778 0 4730 283 0
1 C 4280 0 4227 2935 0
1 E 4280 0 4227 019 0
1 G 4280 0 4227 216 0
1 I 3853 0 3795 477 0
1 K 3844 0 3786 485 0
2 B 4051 0 4023 401 0
2 D 4051 0 4023 425 0
2 F 4051 0 4023 437 0
2 H 4051 0 4023 422 0
2 J 4051 0 4023 425 0
2 L 4051 0 4023 419 0
3 A 15 0 15 3 0
3 I 15 0 15 4 0
4 B 48 0 32 4 0
4 D 48 0 32 3 0
4 F 48 0 32 3 0
4 H 48 0 32 6 0
4 J 48 0 32 4 0
4 L 48 0 32 2 0

All All 49939 0 49352 5408 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 54.

All (5408) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:504:LEU:HB3 1:C:505:PRO:HD2 1.23 1.17
1:G:200: TYR:CE1 1:G:221:GLU:HA 1.82 1.15
1:G:278:ILE:H 1:G:278:ILE:HD12 1.10 1.14
1:K:101:ALA:HB1 1:K:429:PHE:CE1 1.83 1.14
2:F:231:VAL:HG22 2:F:275:HIS:HB2 1.18 1.12
1:K:101:ALA:HB1 1:K:429:PHE:HE1 1.06 1.12
2:1:231:VAL:HG22 2:L:275:HIS:HB2 1.32 1.11
1:C:465: THR:HG22 1:C:467:LEU:H 1.13 1.11
1:1:605:VAL:HG12 1:K:96:VAL:HG12 1.26 1.11
1:A:396:LEU:HD12 | 1:A:464:ARG:HH12 1.15 1.11
2:D:217:THR:HG22 | 2:D:240:PHE:CE1 1.84 1.11
1:G:152:PRO:HD2 1:G:157:ILE:HD11 1.32 1.11
1:C:400:GLY:H 1:C:463:LEU:HD21 1.04 1.11
1:E:101:ALA:HB1 1:E:429:PHE:CE1 1.86 1.11
2:H:207:PRO:HG2 | 2:H:294:.LEU:HD21 1.34 1.10
1:C:611:ALA:HB2 | 1:C:620:LEU:HD13 1.30 1.08
2:H:350:LEU:HD23 2:H:350:LEU:H 1.15 1.08
2:J:201:MET:HE3 2:J:208:GLN:HE22 1.13 1.08
2:J:495:GLN:HG2 2:J:496:GLN:H 1.16 1.08
2:D:217:THR:HG22 | 2:D:240:PHE:HE1 1.10 1.08
1:E:350:ILE:HA 1:E:440: TRP:HZ3 1.19 1.07
2:D:188:ARG:HH11 | 2:D:188:ARG:HB3 1.15 1.07
1:K:415:ARG:HD3 | 1:K:438:ILE:HD13 1.34 1.07
1:A:525:ARG:HH11 | 1:A:525:ARG:HB3 1.19 1.07
1:E:167:LYS:HE3 1:E:177:LEU:HD22 1.36 1.07
1:E:278:ILE:HD12 1:E:278:ILE:H 1.17 1.07
2:D:444:SER:HB3 2:D:470:ILE:HG13 1.29 1.07
2:H:291:VAL:HA 2:H:294:LEU:HD12 1.38 1.05
1:1:562:ARG:HH11 1:1:562:ARG:HB3 1.20 1.04
1:E:549:ARG:HH11 | 1:E:549:ARG:HG2 1.19 1.04
1:K:401:ARG:HH11 | 1:K:401:ARG:HB3 1.20 1.04
1:A:562:ARG:HH11 | 1:A:562:ARG:HB3 1.17 1.04
2:B:33: THR:HG23 2:B:35:ILE:H 1.20 1.04
1:G:605:VAL:HG12 1:1:96: VAL:HG13 1.36 1.04
1:1:599:VAL:HG22 1:1:608:ARG:HB3 1.37 1.04
1:K:47:ARG:HH11 1:K:47:ARG:HB2 1.20 1.04
2:L:375:.1ILE:HB 2:L:377:PHE:HE1 1.19 1.04
1:E:101:ALA:HB1 1:E:429:PHE:HE1 1.23 1.03
1:E:550: GLU:HG3 1:E:567:ARG:HD2 1.33 1.03
2:B:83:VAL:HG13 2:B:84:ARG:H 1.15 1.03
1:K:378:ASN:O 1:K:440: TRP:HH2 1.42 1.03
1:G:47:ARG:HB2 1:G:47:ARG:HH11 1.22 1.02

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

2:H:444:SER:HB2 2:H:470:1LE:HG13 1.41 1.02
1:C:278:1LE:H 1:C:278:ILE:HD12 1.17 1.02
2:F:375:ILE:HD12 2:F:375:1LE:H 1.20 1.02
1:A:383:GLU:HG3 1:A:438:1ILE:HG23 1.42 1.01
2:L:538:ARG:HG3 | 2:L:538:ARG:HH11 1.26 1.01
1:G:153:PRO:HD3 | 1:G:316:VAL:HG23 1.43 1.00
1:A:232:GLN:HG2 | 1:A:233:ARG:NH1 1.76 1.00
2:H:161:LEU:HB2 2:H:201:MET:HE?2 1.40 1.00
1:I:169:LEU:HD23 1:1:312:ALA:HB1 1.41 1.00
2:J:538:ARG:HH11 | 2:J:538:ARG:HG3 1.21 1.00
1:K:47:ARG:NH1 1:K:47:ARG:HB2 1.77 1.00
1:C:231:ALA:HB3 1:C:244:MET:SD 2.01 1.00
1:K:175:VAL:HG21 | 1:K:309:ALA:HB2 1.41 1.00
1:K:153:PRO:HD3 | 1:K:316:VAL:HG23 1.40 0.99
2:H:137:ASP:OD1 | 2:H:139:THR:HG23 1.62 0.99
1:G:251:LEU:HD22 1:G:328:ARG:HE 1.25 0.99
2:F:217. THR:HG22 | 2:F:240:PHE:HE1 1.24 0.99
1:G:175:VAL:HG21 | 1:G:309:ALA:HB2 1.43 0.99
2:F:137:ASP:HB3 2:F:140:VAL:HG23 1.45 0.99
1:1:278:ILE:H 1:I1:278:ILE:HD12 1.24 0.99
2:1:403:ASN:ND2 2:1:442:GLY:HA3 1.78 0.99
1:K:66:ARG:HB2 1:K:66:ARG:HH11 1.26 0.99
2:B:137:ASP:HB3 2:B:140:VAL:HG23 1.43 0.98
1:E:304:GLU:O 1:E:307:-VAL:HG12 1.62 0.98
1:G:185:ALA:CB 1:G:243:ARG:HG3 1.93 0.98
1:A:274:ARG:HH22 | 1:A:320: THR:HG21 1.29 0.98
1:A:544:ARG:HG2 | 1:A:544:ARG:HH11 1.25 0.98
2:B:82:LEU:H 2:B:82:LEU:HD12 1.29 0.98
1:E:251:LEU:H 1:E:251:LEU:HD12 1.26 0.98
2:H:375:.ILE:HG22 2:H:376:LEU:H 1.26 0.97
1:1:596:ASP:OD1 1:1:612:LEU:HB3 1.64 0.97
1:E:562:ARG:HH11 | 1:E:562:ARG:HG2 1.26 0.97
1:G:63:ARG:HH21 | 1:G:356:VAL:HG23 1.28 0.97
1:E:53:LEU:HD13 1:E:117:ALA:HB2 1.47 0.97
1:C:232:GLN:H 1:C:233:ARG:NH2 1.63 0.97
1:E:505:PRO:HB3 1:E:507:HIS:HB2 1.47 0.97
1:C:203:LEU:HD23 1:C:205:LYS:NZ 1.79 0.97
1:C:285:VAL:HG12 | 1:C:286:VAL:HG23 1.47 0.97
1:E:465: THR:HG22 1:E:467:LEU:H 1.27 0.97
1:K:251:LEU:HD13 | 1:K:327:GLU:HB2 1.44 0.96
1:E:308:ARG:HH11 | 1:E:308:ARG:HG3 1.31 0.96

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

1:E:588:TYR:HB3 | 1:E:598:LEU:HD11 1.46 0.96
1:E:175:VAL:HG21 1:E:309:ALA:HB2 1.46 0.96
2:H:265:VAL:O 2:H:269:VAL:HB 1.66 0.96
1:1:550:GLU:HG2 1:I:567:ARG:HD2 1.46 0.96
2:L:189:GLU:CD 2:L:189:GLU:H 1.63 0.96
2:F:84:ARG:HG2 2:F:84:ARG:HH11 1.30 0.95
1:G:169:LEU:HD23 | 1:G:313:ILE:HG22 1.48 0.95
1:1:306:ALA:HB1 1:1:321: VAL:HG21 1.45 0.95
1:K:152:PRO:HG3 1:K:315:TYR:CZ 2.01 0.95
1:1:398:ALA:HB2 1:1:464:ARG:HE 1.30 0.95
1:A:200: TYR:CE1 1:A:221:GLU:HA 2.01 0.95
1:E:384:VAL:HG13 | 1:E:470:LEU:HD22 1.46 0.95
1:G:328:ARG:HG3 | 1:G:328:ARG:HH11 1.29 0.95
2:H:305:ARG:HH11 | 2:H:305:ARG:HB3 1.30 0.95
1:A:153:PRO:HD3 1:A:316:VAL:CG2 1.97 0.95
1:I:132:LEU:HD23 1:1:138:PHE:CD2 2.02 0.95
1:K:140:ARG:HB3 1:K:140:ARG:CZ 1.94 0.94
1:A:186:GLN:NE2 1:A:190: THR:H 1.65 0.94
1:A:278:ILE:H 1:A:278:ILE:HD12 1.31 0.94
1:A:186:GLN:HE22 1:A:190: THR:H 1.10 0.94
1:A:567:ARG:HH11 | 1:A:567:ARG:HG3 1.30 0.94
1:G:200:TYR:HE1 1:G:221:GLU:HA 1.28 0.94
2:1.:350:LEU:H 2:L:350:LEU:HD23 1.29 0.94
2:B:444:SER:HB3 | 2:B:449:ASN:HD?22 1.32 0.94
2:D:338:LEU:O 2:D:538:ARG:HD2 1.67 0.94
1:C:344:HIS:ND1 1:C:345:PRO:HD3 1.83 0.94
1:1:562: ARG:NH1 1:1:562: ARG:HB3 1.81 0.94
2:F:180:ARG:HG3 | 2:F:180:ARG:HH11 1.32 0.94
2:L:191:PHE:HD?2 2:1:192:GLY:H 1.16 0.94
2:B:89:ARG:HG3 2:B:89:ARG:HH21 1.33 0.93
1:A:605:VAL:HG12 | 1:C:96:VAL:HG13 1.47 0.93
1:E:252:LYS:HE3 1:E:491:ARG:NH2 1.83 0.93
2:H:90:LEU:HB2 2:H:284:LEU:HD22 1.50 0.93
1:C:400:GLY:N 1:C:463:LEU:HD21 1.83 0.93
1:E:504:LEU:HB3 1:E:505:PRO:HD?2 1.49 0.93
1:K:321:VAL:HG22 | 1:K:336:MET:HG3 1.48 0.93
2:D:311:LEU:HD12 | 2:D:342:SER:HB2 1.49 0.93
2:J:350:LEU:HD12 2:J:350:LEU:H 1.32 0.93
2:F:433:ARG:NH2 2:F:554:GLU:HG3 1.83 0.93
2:J:201:MET:HE3 2:J:208:GLN:NE2 1.83 0.93
1:A:671:GLY:O 1:A:687:ARG:HB3 1.67 0.92
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

2:J:469:ARG:HG2 | 2:J:469:ARG:HH21 1.34 0.92
1:K:304:GLU:HA 1:K:307:VAL:HG12 1.50 0.92
1:1:300:ARG:NH1 1:1:300:ARG:HB2 1.82 0.92
2:1:123:ILE:HD11 2:L:165:LEU:HD13 1.52 0.92
2:D:272:VAL:HG22 2:J:420:LYS:HB3 1.49 0.92
2:L:83:VAL:HG13 2:1L:84:ARG:H 1.34 0.92
2:D:350:LEU:CD2 2:D:350:LEU:H 1.83 0.92
2:J:334:VAL:O 2:J:338:LEU:HD12 1.70 0.92
1:C:325:.LEU:HD23 1:C:326:ASP:N 1.85 0.91
1:C:443: THR:HG23 | 1:C:446:GLU:HB2 1.51 0.91
2:B:83:VAL:HG13 2:B:84:ARG:N 1.84 0.91
2:L:518:HIS:ND1 2:L:519:PRO:HD2 1.85 0.91
2:B:487:ARG:HB3 | 2:B:497:LEU:HD22 1.51 0.91
2:B:33:THR:HB 2:B:312:TYR:CE2 2.06 0.91
2:D:464:MET-HE2 | 2:D:519:PRO:HG3 1.53 0.91
1:K:526:ASP:0D2 1:K:526:ASP:N 2.03 0.91
2:L:161:LEU:HD22 | 2:L:201:MET:HG2 1.52 0.91
1:A:586:SER:O 1:A:587:GLN:HB2 1.69 0.91
1:I:53:LEU:HD13 1:1:117:ALA:HB2 1.51 0.91
1:K:344:HIS:ND1 1:K:345:PRO:HD3 1.87 0.90
1:K:465: THR:HG22 1:K:467:LEU:H 1.34 0.90
1:A:186:GLN:HE21 1:A:187:ASP:H 0.96 0.90
1:G:559:ASP:O 1:G:560:GLU:HG3 1.70 0.90
1:A:653:MET:HG2 1:A:654:ASN:H 1.36 0.90
2:B:145:TYR:HD1 2:B:149:THR:HB 1.33 0.90
1:E:270:TYR:H 1:E:372: GLN:HE22 1.12 0.90
1:G:268:CYS:SG 1:G:307:VAL:HG23 2.12 0.90
2:J:119:1LE:HG23 2:J:152:LYS:HD3 1.52 0.90
2:B:518:HIS:ND1 2:B:519:PRO:HD2 1.86 0.90
1:K:270:TYR:H 1:K:372:GLN:HE22 1.12 0.90
1:E:400:GLY:H 1:E:463:LEU:HD11 1.35 0.89
1:G:328:ARG:HG3 | 1:G:328:ARG:NH1 1.83 0.89
2:D:350:LEU:HD23 2:D:350:LEU:H 1.34 0.89
1:G:185:ALA:HB3 | 1:G:243:ARG:HG3 1.52 0.89
2:H:297:ARG:HB2 | 2:L:303:GLN:HE21 1.38 0.89
1:C:504:LEU:HB3 1:C:505:PRO:CD 2.02 0.89
1:G:398:ALA:HB2 1:G:464:ARG:HE 1.36 0.89
2:J:117:ALA:O 2:J:149: THR:HG23 1.72 0.89
1:K:428:PRO:HG2 1:K:429:PHE:CD2 2.08 0.89
2:L:208:GLN:HA 2:L:208:GLN:HE21 1.38 0.89
2:L:375:.ILE:HB 2:L:377:PHE:CE1 2.08 0.89
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

2:D:400:PHE:HB2 | 2:D:438: THR:HG23 1.55 0.89
2:F:212:VAL:HG23 2:F:231:VAL:O 1.73 0.89
2:J:81:LEU:HD22 2:J:85:GLU:HB3 1.54 0.88
1:C:270:TYR:H 1:C:372:GLN:HE22 1.20 0.88
2:D:188:ARG:HH11 2:D:188:ARG:CB 1.87 0.88
1:1:549:ARG:HG3 1:1:549:ARG:HH11 1.38 0.88
2:L:377:PHE:HD1 2:L:377:PHE:N 1.70 0.88
1:C:47:ARG:HH11 1:C:47:ARG:HB2 1.36 0.88
2:H:217:THR:HG22 | 2:H:240:PHE:HE1 1.36 0.88
2:J:233:VAL:HG13 2:J:279:ASP:HA 1.53 0.88
2:J:464:MET:HE2 2:J:519:PRO:HG3 1.55 0.88
1:E:232: GLN:HG2 1:E:233:ARG:NH1 1.87 0.88
2:J:231:VAL:HG22 2:J:275:HIS:HB2 1.55 0.88
1:C:49:ILE:CD1 1:C:364:ARG:HG2 2.03 0.88
2:F:217:'THR:HG22 | 2:F:240:PHE:CE1 2.08 0.88
1:A:186:GLN:NE2 1:A:187:ASP:H 1.72 0.87
1:G:110:GLY:O 1:G:114:.ILE:HG22 1.73 0.87
1:G:160:MET:HE2 | 1:G:313:ILE:HD13 1.57 0.87
2:J:495:GLN:HG2 2:J:496:GLN:N 1.89 0.87
1:C:505:PRO:HB3 1:C:507:HIS:HB2 1.53 0.87
1:A:398:ALA:HB2 1:A:464:ARG:HE 1.39 0.87
1:A:153:PRO:HD3 | 1:A:316:VAL:HG23 1.55 0.87
1:G:278:ILE:H 1:G:278:ILE:CD1 1.83 0.87
1:.I:170:MET:CE 1:1:309:ALA:HB1 2.05 0.87
2:D:492:ARG:HH22 2:J:74:ARG:NH2 1.72 0.87
1:E:153:PRO:HD3 | 1:E:316:VAL:HG23 1.56 0.87
1:A:393:GLY:O 1:A:396:LEU:HG 1.75 0.87
1:C:53:LEU:HD13 1:C:117:ALA:HB2 1.57 0.86
1:C:203:LEU:HD23 1:C:205:LYS:HZ3 1.39 0.86
1:K:285:VAL:HG12 | 1:K:286:VAL:HG22 1.56 0.86
1:E:272:ASN:OD1 1:E:377:LEU:HD13 1.75 0.86
1:G:251:LEU:CD2 1:G:328:ARG:HE 1.87 0.86
2:L:440:LEU:HD12 | 2:L:464:MET:HE?2 1.56 0.86
1:E:112:ARG:HG3 | 1:E:112:ARG:HH11 1.39 0.86
2:F:137:ASP:OD1 | 2:F:139:THR:HG23 1.76 0.86
2:1.:33: THR:HB 2:L:312: TYR:CE2 2.10 0.86
1:A:62:CYS:O 1:A:66:ARG:HG3 1.75 0.86
2:B:210:ALA:HB3 | 2:B:230:THR:HG23 1.57 0.86
1:E:350:ILE:HA 1:E:440: TRP:CZ3 2.09 0.86
2:D:119:ILE:HG23 2:D:152:LYS:HD3 1.58 0.86
1:E:179:PRO:HB2 1:E:198:ILE:HG12 1.57 0.86
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:G:586:SER:O 1:G:587:GLN:HB2 1.73 0.86
1:K:69:ARG:HB2 1:K:69:ARG:NH1 1.91 0.86
1:A:202:VAL:HG23 1:A:248:LYS:HA 1.56 0.86
1:E:339:ARG:HG3 | 1:E:339:ARG:HH11 1.40 0.86
2:B:33:THR:HB 2:B:312:TYR:HE2 1.39 0.85
1:E:232:GLN:HG2 | 1:E:233:ARG:HH12 1.41 0.85
2:F:560:VAL:HG23 2:H:202:SER:OG 1.76 0.85
2:F:82:LEU:HD12 2:F:83:VAL:H 1.40 0.85
2:B:81:LEU:HD11 2:B:89:ARG:NH2 1.90 0.85
1:E:613:ARG:O 1:E:614:ARG:HD2 1.76 0.85
1:I:612:LEU:N 1:1:612:LEU:HD12 1.90 0.85
2:1:231:VAL:CG2 2:L:275:HIS:HB2 2.06 0.85
2:L:81:LEU:HD13 2:L:280:ASP:HB2 1.58 0.85
1:E:562:ARG:NH1 1:E:562:ARG:HG2 1.88 0.85
1:A:188:LEU:HD23 | 1:A:228:LEU:HD23 1.59 0.85
1:C:451:LEU:O 1:C:455:LEU:HD12 1.75 0.85
2:H:161:LEU:O 2:H:161:LEU:HD12 1.77 0.85
2:H:207:PRO:HG2 2:H:294:LEU:CD2 2.06 0.85
1:1:412:PRO:HB2 1:1:450:ARG:HD3 1.59 0.85
2:J:83:VAL:HG13 2:J:84:ARG:H 1.42 0.85
2:L:53:VAL:O 2:L:57:ARG:HG3 1.76 0.85
1:K:264:ARG:HH11 | 1:K:264:ARG:HB3 1.41 0.85
2:B:467:ASN:HD22 2:B:467:ASN:H 1.21 0.84
1:1:607:ARG:HB3 1:1:607:ARG:HH11 1.41 0.84
2:F:62:ARG:O 2:F:65:GLU:HB2 1.77 0.84
2:J:440:LEU:HD12 | 2:J:464:MET:HG3 1.57 0.84
2:H:171:VAL:HG23 2:H:212:VAL:HA 1.59 0.84
1:1:519:SER:HB2 1:1:613:ARG:HE 1.41 0.84
1:1:605:VAL:HG12 1:K:96:VAL:CG1 2.07 0.84
1:K:150:LEU:HD23 | 1:K:359:GLN:HB3 1.59 0.84
1:K:309:ALA:O 1:K:312:ALA:HB3 1.75 0.84
1:K:57:ARG:HD2 1:K:107:TYR:CE2 2.12 0.84
1:C:569:ALA:O 1:C:571:PRO:HD3 1.78 0.84
1:E:198:ILE:HG23 1:E:248:LYS:HG2 1.59 0.84
2:B:311:LEU:HD12 2:B:342:SER:HB2 1.60 0.84
2:1:497.-LEU:HD21 2:L:505:1LE:HD12 1.60 0.84
1:K:150:LEU:CD2 1:K:359:GLN:HB3 2.07 0.84
1:A:490:ALA:O 1:A:493:GLN:HB2 1.77 0.83
1:A:53:LEU:HD22 1:A:117:ALA:HB2 1.60 0.83
2:D:400:PHE:HB2 2:D:438: THR:CG2 2.07 0.83
1:G:536:PRO:HB3 2:H:363:HIS:CE1 2.13 0.83
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1:K:370:LEU:HD22 | 1:K:374:GLN:HB3 1.58 0.83
2:B:145:TYR:CD1 2:B:149:THR:HB 2.12 0.83
2:F:83:VAL:HG13 2:F:84:ARG:H 1.43 0.83
1:A:232:GLN:H 1:A:233:ARG:CZ 1.91 0.83
1:E:129:TYR:CE2 1:E:342:VAL:HA 2.13 0.83
1:E:300:ARG:NH1 1:E:300:ARG:HB2 1.93 0.83
1:G:380:HIS:NE2 1:G:444:ARG:HD2 1.94 0.83
2:L:525:ARG:HG3 | 2:L:525:ARG:HH11 1.42 0.83
2:J:444:SER:HB2 2:J:470:1ILE:HG13 1.59 0.83
2:B:83:VAL:CG1 2:B:84:ARG:H 1.92 0.83
2:H:109:-TYR:HE1 | 2:H:148:LEU:HD12 1.43 0.83
1:C:351:THR:OG1 1:C:352:GLY:N 2.07 0.83
2:D:230:THR:CG2 2:D:273:ALA:HA 2.08 0.83
1:G:251:LEU:HD22 1:G:328:ARG:NE 1.93 0.83
2:H:246:LEU:.H 2:H:246:LEU:HD12 1.42 0.83
1:K:82:ILE:HD11 1:K:430: TYR:CE1 2.14 0.83
2:L:150:VAL:HG21 | 2:L:184:VAL:HG13 1.61 0.83
2:L:377:PHE:N 2:L:377:PHE:CD1 2.44 0.83
1:C:263:ASP:CB 1:C:362:VAL:HG12 2.09 0.83
2:D:164:ARG:HB3 2:D:551:ALA:HB2 1.61 0.83
2:D:41:GLU:O 2:D:44:ALA:HB3 1.78 0.83
1:G:496:LEU:O 1:G:497:LEU:HD23 1.79 0.83
2:H:231:VAL:CG2 2:H:275:HIS:HB2 2.08 0.83
1:A:269:LEU:HD12 | 1:A:375:VAL:HG22 1.61 0.82
1:A:396:.LEU:HD12 | 1:A:464:ARG:NH1 1.93 0.82
1:A:203:LEU:HG 1:A:204:LEU:N 1.93 0.82
2:F:305:ARG:CB 2:F:305:ARG:HH11 1.92 0.82
2:H:299:GLN:HB2 2:H:552:PRO:HD3 1.61 0.82
1:I:588: TYR:HB3 1:1:598:LEU:HD11 1.60 0.82
1:K:386:LEU:HD21 | 1:K:467:LEU:HD13 1.60 0.82
1:A:268:CYS:SG 1:A:307:VAL:HG23 2.18 0.82
1:C:496:LEU:O 1:C:497:LEU:HD23 1.78 0.82
1:E:187:ASP:OD1 1:E:189:GLU:HB2 1.79 0.82
2:H:350:LEU:H 2:H:350:LEU:CD2 1.91 0.82
1:A:269:LEU:HD12 | 1:A:375:VAL:CG2 2.09 0.82
1:G:313:ILE:HD11 1:G:315:TYR:HD2 1.43 0.82
2:H:433:ARG:H 2:H:556: THR:HG23 1.44 0.82
1:C:607:ARG:HH11 | 1:C:607:ARG:HB2 1.44 0.82
2:H:317:LEU:HA 2:H:320:VAL:HG23 1.60 0.82
1:1:352:GLY:C 1:1:353:LEU:HD?23 1.99 0.82
2:L:207:PRO:HG2 | 2:L:294:LEU:HD22 1.59 0.82
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2:D:278:GLU:HG2 2:D:282:HIS:ND1 1.93 0.82
2:D:375:1LE:HG22 2:D:376:LEU:H 1.45 0.82
1:A:200: TYR:HE1 1:A:221:GLU:HA 1.44 0.82
1:A:695:LYS:HB2 1:A:715:ASP:HB3 1.61 0.82
2:B:191:PHE:HD?2 2:B:192:GLY:H 1.28 0.82
1:E:285:VAL:HG12 | 1:E:286:VAL:HG23 1.60 0.82
1:E:490:ALA:O 1:E:493:GLN:HB2 1.80 0.82
1:G:186:GLN:NE2 1:G:190: THR:H 1.77 0.82
1:1:607:ARG:HG3 1:K:94:.ILE:HG13 1.60 0.82
1:K:379:GLY:HA3 1:K:440: TRP:CZ2 2.15 0.82
1:C:108:LEU:HD23 | 1:C:132:LEU:CD1 2.09 0.82
1:C:611:ALA:CB 1:C:620:LEU:HD13 2.09 0.82
1:E:384:VAL:CG1 1:E:470:LEU:HD22 2.09 0.81
2:F:30:ILE:HD12 2:F:311:LEU:HD11 1.62 0.81
2:F:57:ARG:HG3 2:F:57:ARG:HH11 1.43 0.81
2:B:460:ARG:NH1 2:B:548:ALA:HB1 1.95 0.81
1:G:201:PRO:HG2 | 1:G:328:ARG:HH21 1.44 0.81
1:1:525:ARG:HH11 1:1:525:ARG:HB3 1.46 0.81
2:B:486:LYS:HG3 2:B:497.LEU:HD11 1.61 0.81
1:1:344:HIS:HB2 1:1:355:LEU:HD12 1.62 0.81
2:H:164:ARG:HD3 2:H:550:ASN:O 1.81 0.81
1:A:103:PRO:O 1:A:108:LEU:HD12 1.80 0.81
1:C:561:ARG:NH1 1:C:561:ARG:HB3 1.96 0.81
2:J:375:ILE:HD12 2:J:375:1LE:H 1.45 0.81
2:J:518:HIS:ND1 2:J:519:PRO:HD2 1.94 0.81
2:1:62:ARG:HG2 2:L:62:ARG:HH11 1.45 0.81
1:A:249:TYR:HD2 1:A:250:LEU:H 1.23 0.81
2:D:472:VAL:HG22 | 2:D:473:MET:HG2 1.62 0.81
1:I:73:ILE:HD11 1:1:364: ARG:HH22 1.46 0.81
1:K:469:PHE:O 1:K:473:1LE:HG22 1.81 0.81
1:K:539:ARG:HH?21 2:L:363:HIS:CE1 1.99 0.81
1:A:562:ARG:HH11 1:A:562:ARG:CB 1.94 0.81
1:C:201:PRO:HD2 1:C:328:ARG:NH2 1.95 0.81
2:F:518:HIS:ND1 2:F:519:PRO:HD?2 1.96 0.81
2:F:48: THR:O 2:F:52:GLN:HG3 1.80 0.81
1:K:350:ILE:HA 1:K:440: TRP:HZ3 1.44 0.81
2:B:420:LYS:HB3 2:L:272:VAL:HG22 1.60 0.80
2:D:230: THR:HG22 2:D:273:ALA:HA 1.63 0.80
1:G:232:GLN:HG2 | 1:G:233:ARG:NH1 1.95 0.80
1:K:53:LEU:HD13 1:K:117:ALA:HB2 1.62 0.80
1:A:442:GLU:OE2 1:A:446:GLU:HG2 1.81 0.80
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1:C:278:ILE:HG23 1:C:488:PHE:HD?2 1.44 0.80
1:E:251:LEU:HD12 1:E:251:LEU:N 1.96 0.80
2:J:444:SER:HB3 2:J:449:ASN:HD22 1.46 0.80
1:E:108:LEU:HA 1:E:132:LEU:HD21 1.63 0.80
2:F:490:ALA:O 2:F:495:GLN:HG3 1.80 0.80
1:1:476:HIS:ND1 1:1:477:PRO:HD2 1.97 0.80
1:A:292:PRO:HG2 | 1:A:484:LEU:HD11 1.63 0.80
2:F:161:LEU:HD22 | 2:F:201:MET:HG2 1.64 0.80
2:H:350:LEU:HD23 2:H:350:LEU:N 1.95 0.80
2:H:400:PHE:CE2 2:H:453:CYS:HB2 2.16 0.80
1:C:218:VAL:HA 1:C:223:GLU:OE2 1.81 0.80
2:H:35:1LE:HD12 2:H:320:VAL:HG13 1.61 0.80
2:L:54:ASN:HA 2:L:57:ARG:HD3 1.64 0.80
1:A:469:PHE:HZ 1:A:489:ILE:HD11 1.47 0.80
2:B:375:1ILE:HG22 2:B:376:LEU:H 1.46 0.80
1:E:536:PRO:HB3 2:F:363:HIS:CE1 2.17 0.80
2:J:35:1LE:HD11 2:J:337:ARG:HH12 1.45 0.80
1:K:590:LEU:HD13 | 1:K:598:LEU:HD12 1.64 0.80
1:K:405:TYR:HB3 1:K:422:GLU:HB2 1.64 0.80
1:K:66:ARG:CB 1:K:66:ARG:HH11 1.94 0.80
1:A:492:HIS:ND1 1:A:492:HIS:N 2.29 0.80
2:B:439:VAL:HG22 | 2:B:463: TRP:HB2 1.63 0.80
1:G:257:GLU:O 1:G:273:GLU:HB2 1.82 0.80
1:K:490:ALA:O 1:K:493:GLN:HB2 1.82 0.80
2:B:138:ALA:HB2 2:B:172:ASP:0OD2 1.80 0.80
1:C:186:GLN:NE2 1:C:190: THR:H 1.80 0.80
1:C:469:PHE:CE2 1:C:473:ILE:HD12 2.17 0.79
1:K:384:VAL:CG1 | 1:K:470:LEU:HD22 2.11 0.79
1:K:69:ARG:HH11 1:K:69:ARG:HB2 1.44 0.79
2:J:201:MET:CE 2:J:208: GLN:HE22 1.93 0.79
2:J:331:VAL:HB 2:J:373:ASN:ND2 1.97 0.79
1:G:150:LEU:HD23 | 1:G:363:ALA:HB2 1.64 0.79
1:I.73:ILE:HD11 1:1:364:ARG:NH2 1.96 0.79
2:J:375:.1LE:HG22 2:J:376:LEU:H 1.47 0.79
2:J:538:ARG:HG3 2:J:538:ARG:NH1 1.90 0.79
1:A:681:LYS:HG2 3:A:801:BTI:011 1.83 0.79
1:K:463:LEU:HD22 1:K:464:ARG:H 1.47 0.79
1:K:505:PRO:CB 1:K:507:HIS:HB2 2.13 0.79
1:A:278:ILE:HG21 1:A:473:ILE:HD11 1.64 0.79
1:C:81:ASP:O 1:C:84:ARG:HG2 1.81 0.79
2:H:172:ASP:OD1 2:H:214:GLY:HA3 1.83 0.79
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1:C:334:MET:HA 1:C:334:MET:CE 2.12 0.79
1:C:501:GLN:HE21 | 1:C:504:LEU:HD23 1.46 0.79
1:E:395:PHE:O 1:E:397:PRO:HD3 1.81 0.79
1:C:328:ARG:HG3 | 1:C:328:ARG:NH1 1.97 0.79
2:H:376:.LEU:HD23 | 2:H:380:ALA:HB3 1.62 0.79
1:1:258:ILE:HD13 1:1:303:GLY:HA2 1.65 0.79
2:B:473:MET:HE1 | 2:L:246:LEU:HD21 1.63 0.79
2:D:299:GLN:CB 2:D:552:PRO:HD3 2.13 0.79
1:E:252:LYS:HE3 1:E:491:ARG:HH22 1.45 0.79
1:G:70:ALA:O 1:K:450:ARG:HD3 1.82 0.79
2:H:212:VAL:O 2:H:233:VAL:HG23 1.81 0.79
1:C:605:VAL:O 1:C:605:VAL:HG23 1.81 0.79
2:F:35:ILE:HD12 2:F:337:ARG:NH2 1.97 0.79
2:H:231:VAL:HG23 2:H:275:HIS:HB2 1.65 0.79
1:1:602: VAL:HG23 1:1:605: VAL:HG23 1.63 0.79
1:K:251:LEU:CD1 1:K:327:GLU:HB2 2.13 0.79
1:K:512:ALA:HB1 1:K:629:ILE:HD13 1.64 0.79
1:K:63:ARG:HA 1:K:66:ARG:HD3 1.65 0.79
1:C:294:LEU:CD1 | 1:C:299:ARG:HH12 1.96 0.79
1:C:607:ARG:CB 1:C:607:ARG:HH11 1.96 0.79
1:A:605:VAL:O 1:A:605:VAL:HG23 1.83 0.78
1:G:605:VAL:HG23 1:G:605:VAL:O 1.81 0.78
1:K:279:GLN:HE21 1:K:282:HIS:HA 1.46 0.78
1:K:463:LEU:CD2 1:K:464:ARG:H 1.94 0.78
1:C:450:ARG:O 1:C:453:ALA:HB3 1.83 0.78
2:F:81:LEU:HD12 2:F:280:ASP:HB3 1.64 0.78
1:C:108:LEU:HD23 | 1:C:132:LEU:HD13 1.63 0.78
2:D:217:'THR:CG2 2:D:240:PHE:HE1 1.94 0.78
1:G:231:ALA:HB3 1:G:244:MET:HE3 1.64 0.78
2:J:332:ARG:HH11 | 2:J:332:ARG:HG3 1.47 0.78
2:1.:193:ARG:HD2 2:1.:196:PHE:HD?2 1.47 0.78
1:A:682:MET:HA 2:F:326:LYS:HB3 1.66 0.78
2:H:305:ARG:NH1 | 2:H:305:ARG:HB3 1.99 0.78
1:1:279:GLN:O 1:1:489:ILE:HG21 1.81 0.78
2:J:300:GLY:HA3 2:J:549:LEU.HD?23 1.64 0.78
1:1:255:HIS:CE1 1:1:322:GLU:HG2 2.18 0.78
1:G:186:GLN:HE22 1:G:190: THR:H 1.28 0.78
1:I:118:LEU:HD13 1:1:147:LEU:HD21 1.65 0.78
2:J:145:TYR:HD1 2:J:149: THR:HB 1.48 0.78
1:K:378:ASN:O 1:K:440: TRP:CH2 2.34 0.78
2:B:487:ARG:HB2 2:B:497.LEU:HB2 1.65 0.78
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1:E:82:ILE:HD11 1:E:430:TYR:CE1 2.19 0.78
2:F:444.SER:HB2 2:F:470:1LE:HG13 1.64 0.78
1:1:473:ILE:HB 1:1:496:LEU:HD13 1.64 0.78
1:A:273:GLU:OFE1 1:A:273:GLU:N 2.16 0.78
1:E:505:PRO:HB3 1:E:507:HIS:CB 2.14 0.78
1:K:109:ARG:HH11 | 1:K:109:ARG:HB3 1.48 0.78
1:A:186:GLN:HE21 1:A:187:ASP:N 1.80 0.78
2:B:346:GLU:OE1 | 2:B:356:VAL:HG13 1.82 0.78
1:E:150:LEU:HD22 1:E:359:GLN:HB3 1.66 0.78
2:H:311:LEU:HB2 2:H:342:SER:.OG 1.84 0.78
2:B:467:ASN:N 2:B:467:ASN:HD22 1.82 0.77
1:E:264:ARG:HH11 | 1:E:264:ARG:HG2 1.49 0.77
2:H:307:PRO:HB3 2:H:363:HIS:HD2 1.47 0.77
1:K:274:ARG:HH11 1:K:347:THR:HB 1.49 0.77
1:K:46:TYR:HE1 1:K:366:GLU:HG3 1.47 0.77
2:B:425:LEU:O 2:B:429:VAL:HG23 1.83 0.77
1:C:251:LEU:HD11 | 1:C:328:ARG:HH21 1.50 0.77
1:C:334:MET:HA 1:C:334:MET:HE2 1.63 0.77
1:G:185:ALA:HB2 | 1:G:243:ARG:HG3 1.67 0.77
1:G:249:TYR:HD2 1:G:250:LEU:N 1.81 0.77
1:K:105:ASP:O 1:K:109:ARG:HD2 1.84 0.77
2:L:132:MET:HE3 2:1:156:ALA:O 1.85 0.77
2:1:365: TYR:HB2 2:L:545:LEU:HD13 1.65 0.77
2:B:117:ALA:O 2:B:149: THR:HG23 1.83 0.77
2:B:231:VAL:HG22 2:B:275:HIS:HB2 1.64 0.77
1:I:150:LEU:HD22 1:1:359:GLN:HB3 1.66 0.77
1:A:384:VAL:HG11 | 1:A:470:LEU:HD13 1.66 0.77
2:B:48:THR:O 2:B:52:GLN:HG3 1.85 0.77
1:C:294:.LEU:HD11 | 1:C:299:ARG:HH12 1.49 0.77
2:D:389:GLU:HG2 | 2:H:560:VAL:HG13 1.66 0.77
1:A:380:HIS:NE2 1:A:444:ARG:HD2 1.99 0.77
1:C:53:LEU:HD13 1:C:117:ALA:CB 2.13 0.77
2:D:242:ALA:HB1 | 2:D:246:LEU:HD22 1.66 0.77
1:K:396:LEU:HD12 | 1:K:464:ARG:HH22 1.50 0.77
1:E:165:ALA:O 1:E:169:LEU:HD13 1.83 0.77
1:E:611:ALA:HB2 | 1:E:620:LEU:HD13 1.67 0.77
1:1:599:VAL:HG22 1:1:608:ARG:CB 2.14 0.77
1:G:203:LEU:HD12 1:G:204:LEU:N 2.00 0.77
2:H:198:GLN:HG2 2:H:208:GLN:OE1 1.85 0.77
2:H:498:GLY:O 2:H:500:GLU:N 2.17 0.77
1:K:567:ARG:HG3 | 1:K:567:ARG:HH11 1.49 0.77
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1:A:662:VAL:HG21 | 1:A:674:LEU:CD2 2.15 0.77
1:E:616:ARG:O 1:E:616:ARG:HG3 1.84 0.77
2:J:41:GLU:O 2:J:44:ALA:HB3 1.84 0.77
1:A:525:ARG:HB3 1:A:525:ARG:NH1 2.00 0.77
1:C:228.LEU:HD23 1:C:229:SER:N 1.99 0.77
1:G:182:HIS:HB3 1:G:245:LEU:CD2 2.14 0.77
2:H:81:LEU:CD2 2:H:85:GLU:HB3 2.15 0.77
1:1:602: VAL:O 1:1:605: VAL:HG22 1.85 0.77
1:K:397:PRO:HB3 1:K:432:PRO:HG3 1.65 0.77
2:L:161:LEU:HD22 2:L:201:MET:CG 2.14 0.77
1:A:395:PHE:O 1:A:397:PRO:HD3 1.85 0.76
1:C:501:GLN:NE2 | 1:C:504:LEU:HD23 2.00 0.76
2:H:217:THR:HG22 | 2:H:240:PHE:CE1 2.20 0.76
2:J:469:ARG:NH2 2:J:469:ARG:HG2 1.99 0.76
1:A:232:GLN:HG2 | 1:A:233:ARG:HHI11 1.48 0.76
1:C:504:LEU:CB 1:C:505:PRO:HD2 2.12 0.76
2:D:441.1LE:HG22 2:D:465: TRP:CD2 2.21 0.76
2:J:289:ARG:O 2:J:292:ALA:HB3 1.85 0.76
1:A:662:VAL:HG22 1:A:674:LEU:HA 1.67 0.76
1:A:53:LEU:HD12 1:A:76:VAL:O 1.84 0.76
1:C:300:ARG:NH1 1:C:300:ARG:HB2 1.99 0.76
1:C:503:ALA:O 1:C:504:LEU:O 2.02 0.76
2:F:117:ALA:O 2:F:149:THR:HG23 1.84 0.76
2:F:35:ILE:HD13 2:F:320:VAL:HG22 1.65 0.76
1:G:170:MET:SD 1:G:309:ALA:HB1 2.25 0.76
2:F:202:SER:OG 2:H:560:VAL:HG23 1.84 0.76
2:L:189:GLU:N 2:L:189:GLU:CD 2.32 0.76
2:H:275:HIS:HE1 2:L:347:PHE:HA 1.50 0.76
1:C:49:ILE:HD12 1:C:49:ILE:N 2.00 0.76
2:D:188:ARG:NH1 2:D:188:ARG:HB3 1.99 0.76
2:D:433:ARG:HG2 | 2:D:556: THR:HG23 1.67 0.76
2:F:390:LEU:O 2:F:394:ARG:HG3 1.85 0.76
2:L:74:ARG:NH2 2:L:78:ARG:HH12 1.83 0.76
2:B:155:ARG:O 2:B:159:ILE:HD13 1.85 0.76
1:1:278.ILE:HG21 1:1:473:ILE:HD11 1.67 0.76
1:A:544:ARG:HG2 | 1:A:544:ARG:NH1 1.94 0.76
1:C:383:GLU:HB2 1:C:438:.1LE:HG23 1.67 0.76
2:D:89:ARG:HG3 2:D:89:ARG:HH21 1.51 0.76
2:B:101:SER:O 2:B:152:LYS:HE3 1.86 0.76
1:C:607:ARG:NH1 1:C:607:ARG:HB2 2.00 0.76
1:E:504:LEU:CB 1:E:505:PRO:HD?2 2.14 0.76
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:526:ASP:N 1:G:526:ASP:0OD2 2.18 0.76
2:H:440:LEU:HD12 | 2:H:464:MET:HE2 1.68 0.76
2:1:483:ALA:HB3 2:L:506:LYS:HE?2 1.68 0.76
1:1:152:PRO:HG2 1:1:338: THR:HB 1.68 0.76
1:K:257:GLU:O 1:K:273:GLU:HB2 1.85 0.76
1:K:605:VAL:O 1:K:605:VAL:HG23 1.85 0.76
1:E:387:'TYR:CE1 1:E:433:-MET:HB2 2.20 0.76
1:G:204:LEU:CD2 | 1:G:246:VAL:HG22 2.15 0.76
2:F:272:VAL:HG22 2:H:420:LYS:HB3 1.66 0.76
1:K:350:ILE:HA 1:K:440: TRP:CZ3 2.20 0.76
1:K:619:PHE:HB3 | 1:K:626:LEU:HD11 1.67 0.76
1:K:536:PRO:HD3 2:L:363:HIS:CD2 2.20 0.76
1:C:50: GLN:HB2 1:C:123:GLN:NE2 2.01 0.75
2:D:54:ASN:HA 2:D:57:ARG:HG3 1.68 0.75
1:G:473:ILE:HB 1:G:496:LEU:HD13 1.66 0.75
2:J:75:HIS:HE1 2:J:80:LYS:HE2 1.50 0.75
1:C:285:VAL:HG12 | 1:C:286:VAL:CG2 2.15 0.75
1:C:390:ASP:0OD1 1:C:393:GLY:HA3 1.87 0.75
1:E:188:LEU:HD23 | 1:E:228:LEU:HD23 1.68 0.75
2:F:355:LEU:O 2:F:383:LYS:HE2 1.86 0.75
2:H:57:ARG:HG3 2:H:57:ARG:HH11 1.49 0.75
2:J:402: GLN:NE2 2:J:449:ASN:HA 2.01 0.75
1:A:201:PRO:HD2 | 1:A:328:ARG:HH?21 1.50 0.75
1:A:697:LEU:HB3 | 1:A:712:VAL:HG22 1.68 0.75
2:D:422:GLY:O 2:D:426:VAL:HG23 1.87 0.75
2:F:168:ILE:HA 2:F:209:1ILE:HG22 1.66 0.75
2:F:376:LEU:HG 2:F:404:1LE:CD1 2.15 0.75
2:F:525:ARG:HH11 | 2:F:525:ARG:HG3 1.51 0.75
2:F:72:GLN:HG3 2:F:82:LEU:HD21 1.68 0.75
2:H:109:TYR:CE1 | 2:H:148:LEU:HD12 2.21 0.75
1:1:104:ALA:HA 1:1:108:LEU:HD12 1.67 0.75
1:I:340:LEU:HD11 1:1:356:VAL:HG23 1.67 0.75
2:J:375:ILE:HD12 2:J:375:.ILE:N 2.00 0.75
1:A:705:VAL:HG21 | 1:A:711:LEU:HD21 1.68 0.75
1:C:611:ALA:HB2 1:C:620:LEU:CD1 2.14 0.75
1:G:350:ILE:HD12 | 1:G:377:LEU:HD13 1.68 0.75
2:J:161:LEU:CD1 2:J:201:MET:HG2 2.15 0.75
1:E:561:ARG:H 1:E:561:ARG:HD2 1.51 0.75
1:G:190:THR:HG23 | 1:G:193:ARG:HH21 1.52 0.75
1:1:269:LEU:HA 1:1:372:GLN:NE2 2.02 0.75
2:1:403:ASN:CG 2:1L:442:GLY:HA3 2.06 0.75
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2:L:441:1LE:HG22 2:L:465: TRP:CD2 2.22 0.75
1:G:150:LEU:CD2 1:G:363:ALA:HB2 2.16 0.75
2:1::299:GLN:OE1 2:L:552:PRO:HD3 1.86 0.75
1:C:395:PHE:O 1:C:397:PRO:HD3 1.86 0.75
1:E:278:ILE:HD11 1:E:484:LEU:HD23 1.69 0.75
2:F:161:LEU:HD22 2:F:201:MET:CG 2.17 0.75
1:G:254:ARG:HH12 1:G:293:GLY:H 1.32 0.75
1:A:666:GLN:O 1:A:693:VAL:HG13 1.87 0.74
1:E:170:MET:SD 1:E:309:ALA:HB1 2.27 0.74
2:F:218:ALA:O 2:F:221:ALA:HB3 1.87 0.74
1:A:525:ARG:CB 1:A:525:ARG:HH11 1.97 0.74
2:B:501:GLU:O 2:B:505:ILE:HG13 1.87 0.74
1:C:273:GLU:OE1 1:C:273:GLU:N 2.20 0.74
1:C:328:ARG:HG3 | 1:C:328:ARG:HH11 1.52 0.74
1:G:519:SER:HB3 1:G:613:ARG:HE 1.52 0.74
1:C:53:LEU:HD13 1:C:117:ALA:CA 2.17 0.74
2:J:35:1LE:HD11 2:J:337:ARG:NH1 2.02 0.74
1:A:440: TRP:C 1:A:440: TRP:CD1 2.60 0.74
1:C:233:ARG:HH11 | 1:C:233:ARG:HB3 1.52 0.74
1:C:315:TYR:OH 1:C:338: THR:HA 1.87 0.74
1:E:605:VAL:HG23 1:E:605:VAL:O 1.86 0.74
2:F:376:LEU:HG 2:F:404:ILE:HD11 1.67 0.74
2:H:375:.ILE:HG22 2:H:376:LEU:N 2.03 0.74
2:H:476:GLU:HA 2:H:510:LEU:HD21 1.69 0.74
1:K:108:LEU:HD23 | 1:K:132:LEU:HD12 1.69 0.74
1:A:249:TYR:HD2 1:A:250:LEU:N 1.85 0.74
1:A:657:ILE:CD1 1:A:699:CYS:HB2 2.18 0.74
2:B:244:PRO:HA 2:B:247:VAL:HG12 1.69 0.74
1:C:135:ASN:OD1 1:C:135:ASN:O 2.05 0.74
1:G:204:LEU:HD23 | 1:G:246:VAL:HG22 1.69 0.74
1:G:519:SER:CB 1:G:613:ARG:HE 1.99 0.74
1:1:261:PHE:CE1 1:1:318:ALA:HB2 2.22 0.74
1:A:280:ARG:O 1:A:281:ARG:C 2.25 0.74
1:C:300:ARG:CZ 1:C:300:ARG:HB2 2.17 0.74
1:C:81:ASP:0OD2 1:C:100:GLY:HA2 1.87 0.74
2:F:305:ARG:HH11 | 2:F:305:ARG:HB2 1.52 0.74
1:K:508:PHE:CZ 1:K:627:LEU:HD12 2.23 0.74
2:B:403:ASN:ND2 2:B:442:GLY:HA3 2.02 0.74
2:D:177:ASN:OD1 2:D:180:ARG:HG3 1.88 0.74
2:D:344:PHE:CZ 2:D:358:GLY:HA3 2.23 0.74
1:A:491:ARG:HB3 1:A:492:HIS:ND1 2.03 0.74
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1:C:169:LEU.CD2 1:C:313:ILE:HG12 2.18 0.74
1:K:452:LEU:CD2 1:K:474:LEU:HB3 2.17 0.74
2:F:225:ALA:O 2:H:562:ARG:HD?2 1.87 0.74
2:F:432:ALA:HA 2:F:556:. THR:HG21 1.69 0.74
1:K:270:TYR:N 1:K:372:GLN:HE22 1.85 0.74
1:K:408:ALA:HB2 1:K:457:GLU:HB2 1.69 0.74
1:E:251:LEU:HD11 1:E:328:ARG:CZ 2.17 0.73
1:G:607:ARG:HB2 | 1:G:607:ARG:NH1 2.02 0.73
2:F:241:LEU:HB2 2:H:414:GLU:OE2 1.88 0.73
1:K:302:.MET:HG2 | 1:K:331:PHE:CD1 2.23 0.73
2:D:53:VAL:HG21 2:D:318:TYR:HE1 1.53 0.73
2:F:469:ARG:HH21 | 2:F:469:ARG:HG2 1.51 0.73
1:1:169:LEU:HD23 1:1:312:ALA:CB 2.19 0.73
2:F:109:TYR:CZ 2:F:148:LEU:HD12 2.23 0.73
2:F:243:GLY:O 2:F:247:VAL:HG23 1.88 0.73
1:G:383:GLU:HB2 1:G:438:ILE:HG23 1.68 0.73
1:K:287:GLU:HG2 1:K:343:GLU:HG3 1.70 0.73
1:K:549:ARG:HH?21 1:K:571:PRO:HA 1.51 0.73
1:G:53:LEU:HD11 1:G:78:VAL:CG1 2.18 0.73
1:1:504:LEU:CD2 1:1:505:PRO:HD2 2.18 0.73
1:K:152:PRO:HG3 1:K:315:TYR:CE1 2.24 0.73
1:K:304:GLU:HA 1:K:307:VAL:CG1 2.17 0.73
1:A:496:LEU:O 1:A:497:LEU:HD23 1.89 0.73
1:C:322:GLU:OE2 1:C:337:ASN:ND2 2.21 0.73
2:F:433:ARG:HH22 | 2:F:554:GLU:HG3 1.52 0.73
1:G:452:LEU:CD2 1:G:474:LEU:HB3 2.19 0.73
1:A:339:ARG:HH11 | 1:A:339:ARG:HG3 1.53 0.73
1:G:390:ASP:OD1 1:G:393:GLY:HA3 1.89 0.73
1:A:655:GLY:N 2:H:251: THR:HB 2.04 0.73
1:1:358: TRP:O 1:1:362: VAL:HG22 1.89 0.73
2:D:178:LEU:CD1 2:J:478:ALA:HBI1 2.19 0.73
1:K:566:LEU:C 1:K:567:ARG:HD3 2.09 0.73
2:1:432:ALA:HA 2:L:556: THR:HG21 1.69 0.73
1:A:267:HIS:HB3 1:A:368:LEU:HD12 1.69 0.73
1:C:258:ILE:HD11 1:C:302:MET:HB3 1.70 0.73
2:F:375:1LE:CD1 2:F:375:1LE:H 1.94 0.73
1:E:47:ARG:HG3 1:E:48:SER:N 2.03 0.73
1:E:459:SER:HB3 1:E:621:GLU:QOE1 1.89 0.73
1:G:169:LEU:CD2 1:G:313:ILE:HG22 2.19 0.73
1:1:278:ILE:H 1:1:278:.ILE:CD1 2.00 0.73
1:1:280:ARG:HD3 1:1:280:ARG:O 1.88 0.73
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Atom-1 Atom-2 distance (A) | overlap (A)
1:K:550:GLU:HG2 | 1:K:567:ARG:NH1 2.03 0.73
1:1:491:ARG:HD2 1:1:492:HIS:CE1 2.23 0.73
2:J:490:ALA:HB1 2:J:495:GLN:OE1 1.88 0.73
1:K:505:PRO:HB2 1:K:507:HIS:HB2 1.68 0.73
1:K:543: TRP:HB3 2:L:96:PRO:HB3 1.71 0.73
1:C:232:GLN:N 1:C:233:ARG:NH2 2.36 0.73
2:D:507:ALA:N 2:D:508:PRO:HD2 2.03 0.73
1:E:541:ASP:HB2 1:E:549:ARG:NH2 2.04 0.73
1:K:108:LEU:HD23 | 1:K:132:LEU:CD1 2.19 0.73
1:A:220:ARG:HB2 1:A:223:GLU:HB3 1.70 0.72
2:B:246:.LEU:HG 2:L:481:VAL:HG21 1.70 0.72
1:C:263:ASP:HB3 | 1:C:362:VAL:HG12 1.70 0.72
2:D:420:LYS:HG3 2:D:421:HIS:N 2.03 0.72
1:G:47:ARG:HG2 | 1:G:148:LEU:HD11 1.71 0.72
1:G:567:ARG:HH11 | 1:G:567:ARG:HG3 1.51 0.72
1:A:96:VAL:CG1 1:E:605:VAL:HG12 2.19 0.72
1:E:152:PRO:HG2 1:E:338: THR:HB 1.71 0.72
2:F:435:PRO:CD 2:F:553:ILE:HD12 2.19 0.72
1:G:395:PHE:O 1:G:397:PRO:HD3 1.89 0.72
1:1:601:ARG:HH11 1:1:601:ARG:HB3 1.53 0.72
2:D:472:VAL:HG11 2:J:181:GLN:CB 2.18 0.72
2:1:215:SER:HA 2:1L:238: THR:0OG1 1.89 0.72
1:C:350:1LE:HA 1:C:440: TRP:HZ3 1.54 0.72
1:C:586:SER:O 1:C:587:GLN:HB2 1.89 0.72
1:1:308:ARG:HG3 1:1:308:ARG:HH11 1.53 0.72
1:A:654:ASN:HB2 2:H:251: THR:OG1 1.89 0.72
1:1:261:PHE:CE2 1:1:358:TRP:HB3 2.24 0.72
2:J:484:GLN:HE21 2:J:484:GLN:HA 1.54 0.72
1:K:170:MET:SD 1:K:309:ALA:HB1 2.29 0.72
1:K:320:THR:HG21 | 1:K:341:GLN:HG3 1.71 0.72
2:L:234:ARG:HA 2:1:263:ALA:CB 2.19 0.72
2:L:82:LEU:H 2:L:82:LEU:HD12 1.54 0.72
1:A:503:ALA:O 1:A:504:LEU:O 2.08 0.72
2:B:71:ALA:HA 2:B:74:ARG:HB3 1.70 0.72
2:D:164:ARG:CB 2:D:551:ALA:HB2 2.18 0.72
2:D:379:GLU:OE1 2:D:379:GLU:N 2.23 0.72
1:E:569:ALA:O 1:E:571:PRO:HD3 1.89 0.72
1:G:313:ILE:HD11 1:G:315:TYR:CD2 2.25 0.72
2:L:81:LEU:HD21 2:L:89:ARG:NH2 2.04 0.72
2:B:212:VAL:HG21 | 2:B:239:ILE:HD11 1.71 0.72
1:C:188:LEU:HG 1:C:228:LEU:HD22 1.70 0.72
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1:C:465: THR:HG22 1:C:467:LEU:N 1.97 0.72
1:C:596:ASP:HB3 | 1:C:612:LEU:HD23 1.71 0.72
1:E:549:ARG:NH1 1:E:549:ARG:HG2 1.90 0.72
2:H:36:ASN:HD21 2:H:38:ARG:HD3 1.52 0.72
2:H:518:HIS:ND1 2:H:519:PRO:HD2 2.03 0.72
1:1:84:ARG:NH2 1:1:97:ASP:0OD2 2.23 0.72
1:K:390:ASP:OD1 1:K:393:GLY:HA3 1.88 0.72
1:A:476:HIS:CE1 1:A:492:HIS:HD2 2.08 0.72
2:F:180:ARG:NH1 2:F:180:ARG:HG3 1.98 0.72
2:H:114:VAL:HG11 2:H:146: TYR:CZ 2.24 0.72
2:H:170:LEU:HD23 2:H:211:VAL:HB 1.72 0.72
1:1:421:ARG:HD3 1:1:424:ASP:0OD2 1.90 0.72
1:1:54:VAL:O 1:1:54:VAL:HG12 1.89 0.72
2:J:438: THR:HB 2:J:462:LEU:HG 1.71 0.72
2:J:488:GLU:O 2:J:492: ARG:HG2 1.90 0.72
2:1.:350:LEU:H 2:L:350:LEU:CD2 2.03 0.72
2:L:487:ARG:HG3 2:L:487:ARG:O 1.89 0.72
1:A:673: THR:HG21 | 1:A:676:VAL:HG22 1.72 0.72
1:A:96:VAL:HG13 | 1:E:605:VAL:HG12 1.70 0.72
1:G:326:ASP:OD1 1:G:328:ARG:HG2 1.89 0.72
1:G:504:LEU:HD13 | 1:G:622:TRP:HE1 1.55 0.72
1:K:401:ARG:NH1 | 1:K:401:ARG:HB3 2.00 0.72
1:A:150:LEU:CD2 1:A:363:ALA:HB2 2.19 0.72
1:E:525:ARG:HH11 | 1:E:525:ARG:HG2 1.55 0.72
1:1:346:VAL:O 1:1:349:ALA:HB3 1.89 0.72
2:L:53:VAL:HG12 2:L:57:ARG:HD2 1.72 0.72
1:A:351: THR:OG1 1:A:352:GLY:N 2.23 0.72
1:C:275:ASP:0OD2 | 1:C:484:LEU:HD22 1.89 0.72
1:C:347:THR:O 1:C:351: THR:HG23 1.89 0.72
2:D:201:MET:HG2 | 2:D:206:ILE:HD12 1.70 0.72
2:D:351:PHE:CE2 2:D:379:GLU:HB3 2.24 0.72
1:E:467:LEU:HD12 1:E:467:LEU:O 1.90 0.72
1:I:251:LEU:HD11 1:1:328:ARG:NH2 2.03 0.72
1:1:505:PRO:CB 1:1:507:HIS:HB3 2.20 0.72
2:D:472:VAL:CG1 2:J:181:GLN:HB2 2.20 0.72
1:E:53:LEU:HD13 1:E:117:ALA:CB 2.19 0.71
2:J:119:ILE:CG2 2:J:152:LYS:HD3 2.18 0.71
1:C:186:GLN:HE22 1:C:190: THR:H 1.37 0.71
1:C:526:ASP:N 1:C:526:ASP:0OD2 2.10 0.71
2:F:75:HIS:CE1 2:F:80:LYS:HE?2 2.25 0.71
1:1:81:ASP:HB2 1:1:100:GLY:HA2 1.72 0.71
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2:J:486:LYS:HG2 2:J:505:ILE:HD12 1.70 0.71
1:C:320: THR:OG1 1:C:341:GLN:HG2 1.90 0.71
2:D:560:VAL:HG13 | 2:H:389:GLU:HB3 1.71 0.71
1:E:550:GLU:HG3 1:E:567:ARG:CD 2.16 0.71
1:E:516:TRP:CD2 | 1:E:555:LEU:HD21 2.25 0.71
2:F:231:VAL:HG22 2:F:275:HIS:CB 2.10 0.71
2:H:440:LEU:HD12 | 2:H:464:MET:HG3 1.72 0.71
2:H:498:GLY:C 2:H:500:GLU:H 1.93 0.71
2:L:218:ALA:O 2:1:221:ALA:HB3 1.91 0.71
2:B:194:1LE:HD12 2:B:194:.1LE:N 2.03 0.71
1:C:198:ILE:HG23 1:C:248:LYS:HG2 1.72 0.71
1:C:50:GLN:H 1:C:123:GLN:HE21 1.39 0.71
1:G:393:GLY:O 1:G:396:LEU:HG 1.90 0.71
1:1:384:VAL:CG1 1:1:470:LEU.-HD?22 2.20 0.71
1:1:65:MET:HG3 1:I:75:SER:HB2 1.72 0.71
1:K:504:LEU:HD23 | 1:K:505:PRO:HD2 1.72 0.71
2:L.:83:VAL:HG13 2:L:84:ARG:N 2.05 0.71
1:A:306:ALA:HB1 | 1:A:321:VAL:HG21 1.72 0.71
2:D:440:LEU:HB2 2:D:464:MET:HG3 1.70 0.71
1:G:473:ILE:HB 1:G:496:LEU:CD1 2.20 0.71
1:A:274:ARG:NH2 | 1:A:320:THR:HG21 2.04 0.71
1:C:613:ARG:O 1:C:614:ARG:HD2 1.90 0.71
1:E:553:LEU:O 1:E:564:VAL:HG22 1.89 0.71
1:K:54:VAL:CG1 1:K:64:VAL:HG11 2.20 0.71
1:E:218:VAL:O 1:E:218:VAL:HG23 1.89 0.71
1:E:261:PHE:CE1 1:E:318:ALA:HB2 2.26 0.71
1:E:344:HIS:ND1 1:E:345:PRO:HD3 2.05 0.71
1:E:525:ARG:NH1 1:E:525:ARG:HG2 2.03 0.71
2:H:417:GLY:C 2:H:419:ALA:H 1.94 0.71
1:C:287:GLU:OE2 1:C:287:GLU:N 2.24 0.71
1:C:440: TRP:CD1 1:C:440: TRP:C 2.64 0.71
1:C:61:ALA:O 1:C:65:MET:HB2 1.91 0.71
2:D:298:LYS:HE3 2:D:550:ASN:ND2 2.06 0.71
2:D:472:VAL:HG11 2:J:181:GLN:HB2 1.73 0.71
1:K:153:PRO:HD3 1:K:316:VAL:CG2 2.19 0.71
1:K:428:PRO:HG2 1:K:429:PHE:CE2 2.25 0.71
1:A:261:PHE:CD1 1:A:358: TRP:HE3 2.09 0.71
2:D:331:VAL:O 2:D:334:VAL:HG23 1.90 0.71
2:F:207:PRO:HG2 | 2:F:294:LEU:HD22 1.71 0.71
2:H:62:ARG:O 2:H:65:GLU:HB2 1.90 0.71
2:J:152:LYS:HA 2:J:526:LEU:HD21 1.71 0.71
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1:K:255:HIS:HE1 1:K:322:GLU:HG3 1.55 0.71
1:K:380:HIS:NE2 1:K:444:ARG:HG3 2.05 0.71
1:A:111:ASP:O 1:A:114:1ILE:HG22 1.91 0.71
1:E:586:SER:O 1:E:587:GLN:HB2 1.90 0.71
1:1:270: TYR:H 1:1:372:GLN:HE22 1.39 0.71
1:I:504:LEU:HD23 1:1:505:PRO:HD2 1.71 0.71
1:1:681:LYS:HG2 3:1:801:BTI:011 1.90 0.71
1:A:125:ILE:HD12 1:A:142:CYS:SG 2.31 0.70
1:A:344:HIS:ND1 1:A:345:PRO:HD3 2.06 0.70
1:1:144.GLU:HG2 1:1:144:GLU:O 1.90 0.70
1:A:152:PRO:HG2 1:A:338: THR:HB 1.73 0.70
1:A:384:VAL:CG2 | 1:A:451:LEU:HD21 2.20 0.70
1:A:567:ARG:NH1 | 1:A:567:ARG:HG3 1.99 0.70
1:C:372:GLN:O 1:C:375:VAL:HG22 1.90 0.70
1:E:275:ASP:0OD2 1:E:484:LEU:HD22 1.91 0.70
1:E:315:TYR:OH 1:E:338:THR:HA 1.92 0.70
1:E:503:ALA:O 1:E:504:LEU:O 2.10 0.70
1:I.65:MET:HE1 1:1:92:ALA:HB2 1.73 0.70
2:D:49:MET:HG3 2:D:318:TYR:HD1 1.56 0.70
1:E:279:GLN:O 1:E:489:ILE:HG21 1.91 0.70
1:K:46:TYR:CE1 1:K:366:GLU:HG3 2.27 0.70
1:G:52:LEU:HD12 1:G:124:ALA:O 1.92 0.70
1:G:165:ALA:O 1:G:169:LEU:HD13 1.91 0.70
1:G:532:ASP:0D2 1:G:535:SER:HB2 1.91 0.70
1:A:562:ARG:NH1 1:A:562:ARG:HB3 2.00 0.70
2:D:299:GLN:HB2 2:D:552:PRO:HD3 1.72 0.70
1:E:200: TYR:O 1:E:202:VAL:N 2.24 0.70
1:E:390:ASP:OD1 1:E:464:ARG:HD2 1.90 0.70
2:H:405: THR:OG1 1:1:681:LYS:HG3 1.91 0.70
1:K:278:ILE:HD12 1:K:278:ILE:H 1.55 0.70
1:K:305:ALA:HA 1:K:308:ARG:HG3 1.73 0.70
1:G:218:VAL:HG11 | 1:G:224:LEU:HD13 1.74 0.70
1:G:280:ARG:O 1:G:281:ARG:C 2.30 0.70
1:G:588:TYR:HB3 | 1:G:598:LEU:HD11 1.72 0.70
2:H:533:ASP:HB3 | 2:H:536:GLN:HE21 1.57 0.70
1:1:444:ARG:HG2 1:1:444:ARG:HH11 1.55 0.70
1:1:586:SER.: O 1:1:587:GLN:HB2 1.91 0.70
1:K:612:LEU:N 1:K:612:LEU:HD12 2.05 0.70
1:A:204:LEU:CD2 | 1:A:246:VAL:HG22 2.21 0.70
1:A:605:VAL:CG1 1:C:96:VAL:HG13 2.21 0.70
2:B:277:ALA:HB2 2:B:286:ILE:HD12 1.74 0.70
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Atom-1 Atom-2 distance (A) | overlap (A)

1:C:279:GLN:O 1:C:489:ILE:HG21 1.92 0.70
1:E:165:ALA:O 1:E:168:ALA:HB3 1.91 0.70
1:G:315:TYR:OH 1:G:338: THR:HA 1.92 0.70
1:I:150:LEU:HD21 1:1:359:GLN:O 1.92 0.70
1:1:452:LEU:HD23 1:1:474:LEU:HB3 1.74 0.70
1:1:608:ARG:HH22 1:K:90:ALA:HA 1.56 0.70
1:A:470:LEU:HA 1:A:473:ILE:HG22 1.73 0.70
1:G:517:LEU:HD22 | 1:G:553:LEU:HD11 1.74 0.70
2:H:444:SER:HB3 | 2:H:449:ASN:HD22 1.56 0.70
1:1:169:LEU.CD2 1:1:312:ALA:HB1 2.21 0.70
1:A:607:ARG:HG3 1:C:94:1LE:HG13 1.74 0.70
1:A:703:GLU:HG2 | 1:A:705:VAL:HG13 1.74 0.70
2:B:339:VAL:HG23 2:B:342:SER:HA 1.74 0.70
2:B:82:LEU:N 2:B:82:LEU:HD12 2.05 0.70
1:E:278:ILE:CD1 1:E:278:ILE:H 1.93 0.70
1:A:379:GLY:HA3 1:A:440: TRP:CH2 2.27 0.69
2:D:369:ILE:HG12 | 2:D:399:.LEU:HD23 1.73 0.69
1:G:302:MET:HG2 1:G:331:PHE:CE2 2.26 0.69
1:G:440: TRP:CD1 1:G:440: TRP:C 2.65 0.69
2:B:84:ARG:HH11 2:B:84:ARG:HG2 1.57 0.69
1:E:308:ARG:HG3 | 1:E:308:ARG:NHI1 2.05 0.69
1:E:152:PRO:HG3 1:E:315:TYR:CZ 2.27 0.69
2:F:83:VAL:HG13 2:F:84:ARG:N 2.05 0.69
1:G:503:ALA:HB2 1:G:560:GLU:OFE1 1.92 0.69
2:H:201:MET:HG2 2:H:206:ILE:HB 1.74 0.69
2:H:315:GLU:CD 2:H:315:GLU:H 1.95 0.69
1:1:316: VAL:HG12 1:I:317:GLY:N 2.07 0.69
2:J:234:ARG:HA 2:J:263:ALA:CB 2.22 0.69
1:K:470:LEU:HA 1:K:473:ILE:CG2 2.22 0.69
1:K:448:ARG:HD3 1:K:474:.LEU:O 1.92 0.69
1:K:496:LEU:O 1:K:497:LEU:HD23 1.90 0.69
1:A:200:TYR:O 1:A:202:VAL:N 2.25 0.69
1:A:384:VAL:HG23 | 1:A:451:LEU:HD21 1.74 0.69
2:D:315:GLU:N 2:D:315:GLU:OE1 2.24 0.69
1:E:118:LEU:CD1 1:E:147:LEU:HD21 2.22 0.69
2:L:81:LEU:HD13 2:L:280:ASP:CB 2.21 0.69
1:A:398:ALA:HB2 1:A:464:ARG:NE 2.08 0.69
1:A:384:VAL:CG1 | 1:A:470:LEU:HD13 2.22 0.69
2:H:350:LEU:N 2:H:350:LEU:CD2 2.54 0.69
1:1:607:ARG:HH11 1:1:607:ARG:CB 2.06 0.69
1:K:304:GLU:CA 1:K:307:VAL:HG12 2.20 0.69
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1:C:405: TYR:HB3 1:C:422:GLU:HB2 1.74 0.69
1:E:300:ARG:NH1 1:E:300:ARG:CB 2.55 0.69
1:G:274:ARG:HH22 | 1:G:320: THR:HG21 1.57 0.69
2:H:375:ILE:CG2 2:H:376:LEU:H 2.00 0.69
2:B:188:ARG:N 2:L:455:ARG:HG3 2.08 0.69
1:A:261:PHE:CE2 1:A:318:ALA:HB2 2.28 0.69
1:A:470:LEU:HA 1:A:473:ILE:CG2 2.21 0.69
1:E:289:ALA:HB1 1:E:350:ILE:HD13 1.74 0.69
1:G:398:ALA:HB2 1:G:464:ARG:NE 2.07 0.69
1:1:278:ILE:CG2 1:1:489:ILE:HD13 2.22 0.69
2:J:441:.ILE:O 2:J:441:.1LE:HD12 1.93 0.69
1:K:153:PRO:O 1:K:157:ILE:HG13 1.92 0.69
1:K:393:GLY:O 1:K:396:LEU:HG 1.93 0.69
2:B:36:ASN:ND2 2:B:38:ARG:H 1.91 0.69
2:D:192:GLY:HA2 2:D:195:PHE:CD2 2.28 0.69
2:F:440.LEU:HD12 | 2:F:464:MET:HE2 1.75 0.69
2:J:83:VAL:HG13 2:J:84:ARG:HG3 1.73 0.69
2:L:538:ARG:NH1 2:L:538:ARG:HG3 1.99 0.69
1:A:698:TYR:N 1:A:698:TYR:CD2 2.60 0.69
2:B:297:ARG:HB3 | 2:B:297:ARG:HH11 1.57 0.69
2:B:465: TRP:HB3 2:B:467:ASN:ND2 2.07 0.69
1:C:386:LEU:HD12 | 1:C:434:LEU:HB2 1.74 0.69
1:C:47:ARG:HH11 1:C:47:ARG:CB 2.06 0.69
1:G:201:PRO:HG2 | 1:G:328:ARG:NH2 2.07 0.69
1:G:561:ARG:HH11 | 1:G:632:VAL:HG13 1.57 0.69
2:H:402:GLN:NE2 2:H:449:ASN:HA 2.07 0.69
2:H:326:LYS:NZ 1:1:681:LYS:HD3 2.08 0.69
1:K:616:ARG:O 1:K:630:GLU:HB2 1.93 0.69
2:L:368:ALA:HB3 | 2:1:398:LEU:HD23 1.73 0.69
2:B:144: THR:HG22 2:B:175:GLY:H 1.58 0.69
2:H:217: THR:CG2 2:H:240:PHE:HE1 2.03 0.69
1:I:547:LEU:HD23 1:1:547:LEU:N 2.07 0.69
1:A:543: TRP:HB3 2:B:96:PRO:HB3 1.73 0.69
2:D:464:MET:CE 2:D:519:PRO:HG3 2.21 0.69
1:E:189:GLU:OFE1 1:E:189:GLU:HA 1.92 0.69
1:G:278:ILE:N 1:G:278:ILE:HD12 1.95 0.69
2:H:35:ILE:CD1 2:H:320:VAL:HG13 2.23 0.69
2:H:90:LEU:HD12 2:H:90:LEU:O 1.93 0.69
2:B:33: THR:HG23 2:B:35:ILE:N 2.03 0.69
1:E:108:LEU:HD23 1:E:132:LEU:CD2 2.22 0.69
2:F:200:ASN:HD22 | 2:F:204:ARG:NH2 1.91 0.69
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1:I:612:LEU:H 1:1:612:LEU:HD12 1.57 0.69
2:1.:348:LYS:HB2 2:L:383:LYS:HE3 1.75 0.69
1:A:497:LEU:N 1:A:498:PRO:HD3 2.07 0.68
2:B:81:LEU:HD11 2:B:89:ARG:HH22 1.56 0.68
2:D:71:ALA:HA 2:D:74:ARG:HB3 1.74 0.68
1:G:304:GLU:HA 1:G:307:VAL:CG1 2.24 0.68
2:H:81:LEU:HD21 2:H:85:GLU:HB3 1.74 0.68
2:J:235:GLU:HA 2:J:258:GLU:OE1 1.92 0.68
2:J:377:PHE:N 2:J:377.PHE:CD1 2.61 0.68
2:B:511:GLU:HG3 2:B:512:GLN:N 2.08 0.68
1:C:287:GLU:HG2 1:C:343:GLU:HG3 1.74 0.68
1:E:587:GLN:HB3 1:E:588: TYR:HD1 1.56 0.68
1:G:114:ILE:O 1:G:118:LEU:HB2 1.94 0.68
1:1:380:HIS:CD2 1:1:444:ARG:HD2 2.29 0.68
1:A:616:ARG:O 1:A:616:ARG:HG3 1.91 0.68
1:C:280:ARG:O 1:C:281:ARG:C 2.32 0.68
1:E:270: TYR:H 1:E:372:GLN:NE2 1.88 0.68
1:E:400:GLY:H 1:E:463:LEU:CD1 2.06 0.68
1:E:623:GLU:N 1:E:623:GLU:CD 2.47 0.68
2:F:192:GLY:HA2 2:F:195:PHE:CD2 2.28 0.68
2:F:172:ASP:0OD1 2:F:214:GLY:HA3 1.92 0.68
2:H:232:MET:CE 2:H:239:ILE:HG13 2.23 0.68
2:J:146: TYR:HE1 2:J:180:ARG:NH1 1.90 0.68
2:J:75:HIS:CE1 2:J:80:LYS:HE2 2.27 0.68
1:A:276:CYS:HB3 1:A:287:GLU:HG3 1.75 0.68
1:E:148:LEU:HD23 1:E:148:LEU:N 2.08 0.68
1:E:361:ARG:HH11 | 1:E:361:ARG:HG2 1.57 0.68
1:E:568:HIS:CD2 1:E:568:HIS:H 2.09 0.68
1:K:384:VAL:HG23 | 1:K:451:LEU:HD21 1.73 0.68
2:L:48:THR:O 2:L:52:GLN:HG3 1.92 0.68
2:L:74:ARG:HH21 2:L:78:ARG:HH12 1.40 0.68
1:C:107:TYR:O 1:C:132:LEU:HD21 1.93 0.68
1:C:353:LEU:N 1:C:353:LEU:HD23 2.09 0.68
1:C:452:.LEU:HD23 | 1:C:474:LEU:HB3 1.76 0.68
1:E:390:ASP:CG 1:E:464:ARG:HD2 2.14 0.68
1:1:272:ASN:CG 1:1:377:LEU:HD22 2.14 0.68
1:1:300:ARG:CZ 1:1:300:ARG:HB2 2.24 0.68
1:I:504:LEU:HD23 1:1:505:PRO:CD 2.24 0.68
2:L:191:PHE:HD?2 2:L:192:GLY:N 1.88 0.68
1:A:186:GLN:HE22 1:A:190: THR:N 1.88 0.68
2:D:233:VAL:HG13 2:D:279:ASP:HA 1.75 0.68
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Atom-1 Atom-2 distance (A) | overlap (A)
1:E:269:LEU:CD2 1:E:368:LEU:HD13 2.23 0.68
1:G:545:SER:O 2:H:536:GLN:NE2 2.26 0.68
2:D:440:LEU:HD21 2:D:444:SER:HB2 1.75 0.68
1:E:270: TYR:N 1:E:372:GLN:HE22 1.90 0.68
2:F:501:GLU:O 2:F:505:1LE:HG13 1.94 0.68
1:G:469:PHE:CE1 | 1:G:497:LEU:HD21 2.28 0.68
1:1:278:ILE:N 1:I1:278:ILE:HD12 2.05 0.68
1:1:339:ARG:NH1 1:1:341:GLN:HA 2.09 0.68
2:L:433:ARG:HH21 | 2:L:554:GLU:HG3 1.59 0.68
1:A:412:PRO:HB2 1:A:450:ARG:HD3 1.75 0.68
2:D:191:PHE:CD2 2:D:194:1LE:HD12 2.28 0.68
2:D:305:ARG:HH11 | 2:D:305:ARG:CB 2.07 0.68
1:G:315:TYR:CE2 | 1:G:338: THR:HG22 2.29 0.68
2:H:234:ARG:HD3 2:H:278:GLU:OE1 1.93 0.68
1:1:167:LYS:NZ 1:.1:167:LYS:HB2 2.09 0.68
1:K:269:LEU:HD21 | 1:K:368:LEU:HD13 1.76 0.68
1:1:608:ARG:NH2 1:K:90:ALA:HA 2.09 0.68
1:A:150:LEU:HD23 | 1:A:363:ALA:HB2 1.76 0.68
1:A:252:LYS:HG2 1:A:485:ASP:HB3 1.75 0.68
1:E:504:LEU:O 1:E:505:PRO:O 2.12 0.68
2:H:71:ALA:HA 2:H:74:ARG:HB3 1.76 0.68
1:1:607:ARG:NH1 1:1:607:ARG:CB 2.57 0.68
1:K:439:ALA:HB3 1:K:451:LEU:HB2 1.74 0.68
1:E:547:LEU:N 1:E:547:LEU:HD23 2.09 0.67
1:G:341:GLN:OE1 | 1:G:342:VAL:HG23 1.93 0.67
2:J:441:.1LE:C 2:J:441:1LE:HD12 2.13 0.67
1:K:357:ALA:HA 1:K:360:ILE:HD11 1.76 0.67
2:L:444:SER:HB2 2:L:470:1LE:HG13 1.76 0.67
1:A:169:LEU:HD23 | 1:A:313:ILE:HG22 1.74 0.67
1:A:537:TRP:CE2 | 2:B:543:LEU:HD22 2.29 0.67
1:C:82:ILE:HD11 1:C:430: TYR:CE1 2.28 0.67
2:D:481:VAL:HG12 | 2:J:245:PRO:HB2 1.77 0.67
1:E:132:LEU:HB3 1:E:138:PHE:CD2 2.30 0.67
2:F:173:SER:OG 2:F:174:GLY:N 2.23 0.67
2:F:84:ARG:NH1 2:F:84:ARG:HG2 2.06 0.67
1:G:607:ARG:HH11 | 1:G:607:ARG:CB 2.07 0.67
1:1:469:PHE:O 1:1:473:ILE:HG22 1.94 0.67
2:J:302:LEU:HD21 2:J:397.PRO:HD3 1.74 0.67
2:L:350:LEU:HD23 2:L:350:LEU:N 2.08 0.67
1:C:416:VAL:HG22 | 1:C:437:LEU:HD12 1.77 0.67
2:D:491:GLU:HA 2:D:495:GLN:O 1.95 0.67
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Atom-1 Atom-2 distance (A) | overlap (A)
1:E:465: THR:HG22 1:E:467:LEU:N 2.07 0.67
1:E:561:ARG:HH11 | 1:E:561:ARG:HG3 1.59 0.67
1:G:371: THR:OG1 1:G:374:GLN:HG3 1.95 0.67
2:H:164:ARG:HB2 2:H:551:ALA:HB2 1.75 0.67
2:H:207:PRO:CG 2:H:294:LEU:HD21 2.17 0.67
1:I:452:LEU:HD13 1:1:452:LEU:O 1.95 0.67
1:K:255:HIS:CE1 1:K:322:GLU:HG3 2.28 0.67
1:A:695:LYS:O 1:A:696:ALA:HB2 1.94 0.67
2:D:317.LEU:HD22 | 2:D:334:VAL:CG1 2.24 0.67
1:E:300:ARG:CZ 1:E:300:ARG:HB2 2.24 0.67
1:E:387:TYR:HE1 1:E:433:-MET:HB2 1.59 0.67
1:G:114:ILE:HD11 1:G:145:ALA:HB3 1.75 0.67
1:1:605: VAL:HG23 1:1:605: VAL:O 1.94 0.67
2:J:233:VAL:CG1 2:J:279:ASP:HA 2.23 0.67
2:L:554:GLU:OE1 2:L:555:PRO:HD2 1.94 0.67
2:J:171:VAL:HG12 | 2:J:212:VAL:HG13 1.74 0.67
2:J:440:LEU:HD?22 2:J:444:SER.OG 1.94 0.67
2:D:181:GLN:OE1 2:J:472:VAL:HG12 1.93 0.67
2:1:212:VAL:HG23 2:L:231:VAL:O 1.94 0.67
2:L:62:ARG:O 2:L:65:GLU:HB2 1.94 0.67
1:A:135:ASN:ND2 1:A:137:ASP:OD2 2.28 0.67
1:A:170:MET:SD 1:A:309:ALA:HB1 2.35 0.67
1:G:47:ARG:CB 1:G:47:ARG:HH11 2.03 0.67
2:H:75:HIS:HE1 2:H:80:LYS:HE2 1.59 0.67
1:1:391:PRO:HD3 1:1:465: THR.:O 1.95 0.67
2:J:161:LEU:HD11 2:J:201:MET:HG2 1.75 0.67
2:J:81:LEU:HD11 2:J:89:ARG:NH2 2.09 0.67
2:B:189:GLU:N 2:B:189:GLU:OE1 2.28 0.67
1:C:200: TYR:OH 1:C:224:LEU:HD22 1.95 0.67
1:E:49:ILE:N 1:E:49:ILE:HD12 2.10 0.67
2:B:293:ASN:HB3 2:F:359:PHE:HD1 1.59 0.67
1:G:602:VAL:O 1:G:605:VAL:HG22 1.92 0.67
2:J:377:PHE:HA 2:J:418:ILE:HD11 1.77 0.67
2:J:525:ARG:HG3 | 2:J:525:ARG:HH11 1.59 0.67
1:K:264:ARG:CB | 1:K:264:ARG:HH11 2.08 0.67
2:L:375:1ILE:HD12 2:L:375:1LE:H 1.58 0.67
2:B:375:.ILE:HG22 2:B:376:LEU:N 2.10 0.67
1:C:343:GLU:O 1:C:346:VAL:HG22 1.95 0.67
2:D:121:ALA:CB 2:D:134:VAL:HG22 2.24 0.67
1:E:104:ALA:HA 1:E:108:LEU:HD12 1.75 0.67
1:G:437:LEU:HD23 | 1:G:455:LEU:HD23 1.76 0.67
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2:H:476:GLU:CA 2:H:510:LEU:HD21 2.25 0.67
1:1:251:LEU:HB2 1:1:327:GLU:HG3 1.74 0.67
2:B:155:ARG:NE 2:B:159:.1LE:HD11 2.09 0.67
1:E:136:ALA:HB1 1:E:154:ALA:HB1 1.76 0.67
1:G:561:ARG:NH1 | 1:G:632:VAL:HG13 2.09 0.67
1:1:607:ARG:HG3 1:K:94:.ILE:CG1 2.24 0.67
1:K:165:ALA:O 1:K:168:ALA:HB3 1.95 0.67
2:L:114:VAL:HG11 2:L:146: TYR:CE2 2.29 0.67
2:L:486:LYS:HG2 2:L:505:1LE:HD13 1.77 0.67
1:C:200: TYR:O 1:C:202:VAL:N 2.27 0.67
1:E:257:GLU:O 1:E:273:GLU:HB2 1.94 0.67
1:I:170:MET:HE3 1:1:309:ALA:HB1 1.75 0.67
1:A:129:TYR:CE2 1:A:342:VAL:HA 2.30 0.66
1:A:350:ILE:HD12 | 1:A:377:LEU:HD13 1.76 0.66
1:A:673: THR:CG2 | 1:A:676:VAL:HG22 2.25 0.66
1:C:598:LEU:HD23 1:C:598:LEU:O 1.95 0.66
1:E:201:PRO:HD2 1:E:328:ARG:NH2 2.10 0.66
1:G:452:LEU:HD22 | 1:G:474:LEU:HB3 1.76 0.66
1:G:99:GLY:HA3 1:G:105:ASP:O 1.95 0.66
1:1:277:SER:O 1:1:279:GLN:HG3 1.95 0.66
1:1:254:ARG:NH2 1:1:292:PRO:HB2 2.10 0.66
1:A:469:PHE:CZ 1:A:489:ILE:HD11 2.30 0.66
2:B:177:ASN:OD1 2:B:180:ARG:NH1 2.28 0.66
1:E:618:LEU:O 1:E:618:LEU:HD23 1.96 0.66
2:F:349:ALA:HB3 | 2:F:350:LEU:HD23 1.76 0.66
2:F:390:LEU:HD23 | 2:F:394:ARG:HH21 1.60 0.66
1:G:325:LEU:HD23 1:G:326:ASP:N 2.10 0.66
2:B:137:ASP:HB3 2:B:140:VAL:CG2 2.24 0.66
1:E:118:LEU:HD12 | 1:E:147:LEU:HD21 1.75 0.66
1:E:269:LEU:HB2 1:E:372:GLN:NE2 2.10 0.66
1:G:50:GLN:NE2 1:G:123:GLN:NE2 2.43 0.66
1:G:618:LEU:HD23 | 1:G:629:ILE:HD13 1.78 0.66
2:H:305:ARG:NH1 2:H:305:ARG:CB 2.58 0.66
2:H:345:ASP:0OD2 2:H:345:ASP:N 2.27 0.66
1:1:412:PRO:CB 1:1:450:ARG:HD3 2.25 0.66
1:K:140:ARG:NH1 1:K:140:ARG:HB3 2.09 0.66
1:K:144:GLU:O 1:K:144:GLU:HG2 1.93 0.66
1:K:63:ARG:HD3 1:K:417:ASP:0OD1 1.96 0.66
2:L:90:LEU:O 2:1:288:ARG:NH2 2.28 0.66
1:A:377:LEU:HG 1:A:377:LEU:O 1.94 0.66
1:A:649:LEU:HD11 | 1:A:689:PRO:HG3 1.76 0.66
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1:C:500:PRO:O 1:C:501:GLN:HB3 1.95 0.66
2:D:379:GLU:H 2:D:379:GLU:CD 1.97 0.66
1:G:261:PHE:CE2 1:G:318:ALA:HB2 2.31 0.66
1:G:513:ALA:HB2 | 1:G:564:VAL:HG21 1.76 0.66
2:H:317:LEU:HA 2:H:320:VAL:CG2 2.24 0.66
1:1:280:ARG:O 1:1:281:ARG:C 2.32 0.66
2:J:487:ARG:HD2 2:J:502:GLU:OE1 1.95 0.66
2:D:433:ARG:HG3 | 2:D:433:ARG:HH11 1.60 0.66
2:D:520: TYR:N 2:D:520: TYR:HD2 1.94 0.66
2:F:80:LYS:HG2 2:F:236:GLN:OFE1 1.94 0.66
2:H:269:VAL:HG12 2:H:270:SER:N 2.09 0.66
1:1:135:ASN:O 1:1:135:ASN:OD1 2.13 0.66
1:1:62:CYS:O 1:1:66:ARG:HG3 1.94 0.66
1:1:65:MET:HE3 1:1:92:ALA:HA 1.77 0.66
1:E:250:LEU:HD21 1:E:332:PHE:HE1 1.60 0.66
2:F:207:PRO:HG2 2:F:294:LEU:CD2 2.25 0.66
2:B:50:LEU:HD23 2:B:54:ASN:HD21 1.61 0.66
2:B:78:ARG:HH11 2:B:78:ARG:HG3 1.61 0.66
2:D:350:LEU:CD2 2:D:350:LEU:N 2.56 0.66
1:E:186:GLN:NE2 1:E:187:ASP:OD1 2.29 0.66
2:H:326:LYS:CE 1:1:681:LYS:HD3 2.26 0.66
2:J:270:SER:OG 2:J:272:VAL:HG23 1.95 0.66
2:J:476:GLU:CD 2:J:476:GLU:H 1.99 0.66
2:J:50:LEU:O 2:J:50:LEU:HD23 1.96 0.66
1:K:53:LEU:HD13 1:K:117:ALA:CB 2.26 0.66
1:C:251:LEU:HD11 | 1:C:328:ARG:NH2 2.10 0.66
1:C:384:VAL:CG1 | 1:C:470:LEU:HD13 2.26 0.66
1:E:469:PHE:O 1:E:473:ILE:HG22 1.96 0.66
2:F:377:PHE:H 2:F:377:PHE:HD1 1.42 0.66
2:F:377:PHE:N 2:F:377:PHE:CD1 2.63 0.66
1:I:51:ARG:HB2 1:1:122:ALA:HA 1.76 0.66
1:I:497:LEU:N 1:1:498:PRO:HD3 2.11 0.66
2:J:362:LEU:HB2 2:J:367:ILE:HD13 1.78 0.66
2:J:516:GLN:HA 2:J:521:'TYR:CD2 2.30 0.66
1:K:357:ALA:HA 1:K:360:ILE:CD1 2.25 0.66
1:C:138:PHE:CD1 1:C:142:CYS:HB2 2.31 0.66
1:C:473:1LE:HA 1:C:496:LEU:HD21 1.76 0.66
1:E:519:SER:HB2 1:E:613:ARG:HE 1.60 0.66
1:G:335:GLU:HG3 1:G:336:MET:N 2.10 0.66
1:1:440: TRP:CD1 1:1:440: TRP:C 2.69 0.66
1:K:280:ARG:O 1:K:281:ARG:C 2.33 0.66
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2:L:486:LYS:HG3 2:L:497.LEU:HD22 1.78 0.66
2:B:386:HIS:O 2:B:386:HIS:HD?2 1.78 0.66
2:B:421:HIS:CE1 2:B:424:1.YS:HZ2 2.14 0.66
1:K:396:LEU:O 1:K:398:ALA:N 2.29 0.66
1:K:401:ARG:HH11 1:K:401:ARG:CB 2.04 0.66
1:A:167:LYS:HE3 1:A:177:LEU:HD12 1.77 0.65
2:B:119:ILE:HG23 2:B:152:LYS:HD3 1.77 0.65
2:B:279:ASP:0OD2 2:B:281:ASP:N 2.28 0.65
2:B:487:ARG:CB 2:B:497:.LEU:HB2 2.26 0.65
2:B:84:ARG:HA 2:B:87:ILE:HD12 1.78 0.65
2:D:441:1LE:HG22 2:D:465: TRP:CE2 2.30 0.65
2:F:209:ILE:HD11 2:F:290:CYS:CB 2.26 0.65
1:K:76:VAL:HG11 1:K:120:SER:OG 1.95 0.65
1:A:269:LEU:HB2 1:A:372:GLN:NE2 2.11 0.65
2:B:193:ARG:NH1 2:B:196:PHE:CD2 2.64 0.65
2:D:53:VAL:O 2:D:57:ARG:HG3 1.97 0.65
2:F:311:LEU:HG 2:F:342:SER:HB2 1.77 0.65
2:J:191:PHE:CD2 2:J:194:1ILE:HD13 2.31 0.65
2:J:49:MET:HG3 2:J:318:'TYR:CD1 2.32 0.65
1:K:471:ARG:HH11 | 1:K:471:ARG:HB2 1.60 0.65
1:A:698: TYR:HD2 1:A:698:TYR:N 1.94 0.65
1:G:298:LEU:O 1:G:301:ALA:HB3 1.96 0.65
1:1:178:VAL:HG13 1:1:332:PHE:CB 2.25 0.65
1:1:284:LYS:HD3 1:1:343:GLU:OE1 1.97 0.65
1:1:427:SER:OG 1:1:428:PRO:HD2 1.97 0.65
1:1:532: ASP:0OD2 2:J:365: TYR:OH 2.12 0.65
1:K:465: THR:HG22 1:K:467:LEU:N 2.08 0.65
1:K:99:GLY:HA3 1:K:105:ASP:O 1.97 0.65
2:1:123:ILE:CD1 2:L:165:LEU:HD13 2.26 0.65
2:L:144: THR:HG22 2:L:175:GLY:H 1.61 0.65
1:C:129:TYR:CE2 1:C:342:VAL:HA 2.31 0.65
1:E:250:LEU:HD21 1:E:332:PHE:CE1 2.32 0.65
1:G:187:ASP:C 1:G:189:GLU:H 1.99 0.65
1:1:271:LEU:HA 1:1:375:VAL:HG11 1.78 0.65
2:J:486:LYS:HA 2:J:489:GLN:HE21 1.61 0.65
2:1:389:GLU:HG2 2:1.:558:PHE:HE1 1.61 0.65
1:A:652:PRO:HD3 1:A:686:ILE:CG2 2.26 0.65
2:D:282:HIS:O 2:D:286:1LE:HG13 1.96 0.65
1:E:300:ARG:CB 1:E:300:ARG:HH11 2.10 0.65
1:G:169:LEU:O 1:G:173:ALA:HB2 1.95 0.65
1:G:304:GLU:HA 1:G:307:VAL:HG12 1.78 0.65

Continued on next page...




Page 50

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

2:J:525:ARG:NH1 2:J:525:ARG:HG3 2.10 0.65
2:1:303:GLN:HA 2:L:303:GLN:OE1 1.97 0.65
1:A:308:ARG:HH11 | 1:A:308:ARG:HG3 1.60 0.65
2:B:560:VAL:HG13 2:J:389:GLU:HB3 1.78 0.65
1:C:495:ASP:0D2 1:C:495:ASP:N 2.29 0.65
1:E:321:VAL:O 1:E:321:VAL:HG12 1.96 0.65
1:E:405:TYR:HB3 1:E:422:GLU:HB2 1.79 0.65
1:E:512:ALA:HBI1 1:E:629:ILE:HD13 1.78 0.65
2:H:349:ALA:HB3 2:H:350:LEU:CD2 2.27 0.65
1:1:141:ALA:HA 1:1:144:GLU:HB3 1.77 0.65
1:1:599:VAL:HG22 1:1:608:ARG:HD3 1.77 0.65
1:A:656:SER:OG 1:A:704:LEU:HD23 1.97 0.65
1:C:469:PHE:HZ 1:C:489:ILE:HD11 1.62 0.65
1:C:629:ILE:HD12 1:C:629:ILE:N 2.11 0.65
2:D:482:LEU:HD23 | 2:D:509:ILE:HG13 1.78 0.65
2:F:335:1LE:O 2:F:339:VAL:HG22 1.96 0.65
2:F:359:PHE:HE2 2:F:387:PHE:CE1 2.15 0.65
2:H:291:VAL:HA 2:H:294:.LEU:CD1 2.22 0.65
2:H:378:ALA:H 2:H:418:ILE:HD11 1.62 0.65
1:K:273:GLU:OE2 1:K:291:ALA:N 2.30 0.65
1:A:383:GLU:HG3 1:A:438:ILE:CG2 2.22 0.65
1:A:559:ASP:O 1:A:560:GLU:HG3 1.97 0.65
2:B:270:SER:OG 2:B:272:VAL:HG23 1.96 0.65
1:E:123:GLN:O 1:E:148:LEU:HG 1.97 0.65
1:E:320:THR:HG21 | 1:E:341:GLN:HG3 1.78 0.65
1:E:522:GLY:O 1:E:523:HIS:HB2 1.96 0.65
1:G:503:ALA:O 1:G:504:LEU:O 2.14 0.65
2:H:207:PRO:HA 2:H:228:ASP:0D2 1.95 0.65
2:H:497:LEU:HD12 | 2:H:501:GLU:OE1 1.97 0.65
1:I:169:LEU:HD22 1:1:313:ILE:HG23 1.78 0.65
1:1:340: LEU:CD1 1:1:356: VAL:HG23 2.26 0.65
1:K:415:ARG:HG2 1:K:416:VAL:N 2.12 0.65
1:A:550:GLU:OE2 1:A:567:ARG:HD2 1.97 0.65
1:C:185:ALA:HB3 1:C:243:ARG:HB2 1.77 0.65
1:G:274:ARG:NH2 | 1:G:320:THR:HG21 2.12 0.65
1:G:380:HIS:CD2 1:G:444:ARG:HD2 2.31 0.65
1:1:344:HIS:N 1:1:345:PRO:CD 2.60 0.65
1:1:505:PRO:HB3 1:1:507:HIS:HB3 1.79 0.65
1:K:279:GLN:O 1:K:489:ILE:HG21 1.97 0.65
1:K:505:PRO:HB3 1:K:507:HIS:HB2 1.79 0.65
2:B:181:GLN:OE1 | 2:L:472:VAL:HG12 1.96 0.65

Continued on next page...




Page 51

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

2:B:161:LEU:HD13 | 2:B:201:MET:HG3 1.79 0.65
2:B:81:LEU:HD22 2:B:85:GLU:HB3 1.79 0.65
1:C:523:HIS:ND1 1:C:524:ARG:N 2.45 0.65
1:C:561:ARG:HH12 | 1:C:632:VAL:HG22 1.61 0.65
2:D:516:GLN:HA 2:D:521:TYR:CD2 2.32 0.65
2:J:191:PHE:HD2 2:J:192:GLY:H 1.44 0.65
1:E:339:ARG:HG3 | 1:E:339:ARG:NHI1 2.12 0.64
1:E:63:ARG:O 1:E:63:ARG:NH1 2.30 0.64
2:F:375:1LE:HB 2:F:377:PHE:CE1 2.32 0.64
1:G:106:SER:OG 1:G:107:TYR:N 2.27 0.64
1:G:81:ASP:HB2 1:G:100:GLY:HA2 1.79 0.64
2:H:436:LYS:HD2 2:H:453:CYS:SG 2.37 0.64
1:I:108:LEU:HD23 1:1:132:LEU:CD1 2.27 0.64
1:1:569:ALA:O 1:I:571:PRO:HD3 1.98 0.64
2:J:194:ILE:HD12 2:J:194:.1ILE:H 1.61 0.64
1:A:204:LEU:O 1:A:215:MET:HA 1.96 0.64
2:B:250:ALA:O 2:B:252:GLY:N 2.30 0.64
2:B:375:ILE:H 2:B:375:1ILE:HD12 1.62 0.64
2:D:101:SER:O 2:D:152:LYS:HE3 1.96 0.64
1:E:465: THR:HG22 1:E:466:ASN:N 2.11 0.64
2:F:234:ARG:HA 2:F:263:ALA:CB 2.27 0.64
2:F:209:ILE:HD11 2:F:290:CYS:HB3 1.77 0.64
2:F:473:MET:HE2 2:F:477:GLN:HB3 1.79 0.64
1:1:350:ILE:HD12 1:.1:.377:LEU:CD1 2.28 0.64
2:J:151:LYS:HG2 2:J:526:LEU:HD22 1.80 0.64
2:1.:339:VAL:HG23 2:1:340:ASP:N 2.12 0.64
1:A:705:VAL:CG1 | 1:A:709:THR:HG21 2.27 0.64
2:B:109:TYR:OH 2:B:147:PRO:HB2 1.97 0.64
1:G:203:LEU:HD21 | 1:G:247:GLU:OE2 1.96 0.64
1:G:361:ARG:HG2 1:G:366:GLU:OE1 1.98 0.64
2:H:330:ASP:0OD1 2:H:332:ARG:HG3 1.97 0.64
1:A:249:TYR:CD2 1:A:250:LEU:N 2.64 0.64
2:B:31:LEU:CD1 2:B:336:ALA:HB2 2.27 0.64
1:C:443: THR:CG2 1:C:446:GLU:HB2 2.25 0.64
1:C:451:LEU:CD2 | 1:C:474:LEU:HD11 2.28 0.64
1:E:384:VAL:CG1 1:E:470:LEU:HD13 2.26 0.64
2:F:417:GLY:C 2:F:419:ALA:H 2.01 0.64
1:G:444:ARG:HG?2 | 1:G:444:ARG:HH11 1.61 0.64
2:H:163:ASN:OD1 2:H:460:ARG:HD2 1.98 0.64
2:J:355:LEU:HD21 2:J:370:LEU:CD2 2.27 0.64
2:J:375:ILE:CD1 2:J:375:.ILE:H 2.11 0.64
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1:A:566:LEU:C 1:A:567:ARG:HD3 2.18 0.64
1:A:654:ASN:C 2:H:251: THR:HB 2.18 0.64
1:C:384:VAL:HG11 | 1:C:470:LEU:HD13 1.79 0.64
1:E:99:GLY:HA3 1:E:105:ASP:O 1.97 0.64
1:G:51:ARG:HD3 1:G:121:GLY:C 2.18 0.64
2:H:159:ILE:HD13 2:H:461:PHE:CE2 2.32 0.64
2:H:303:GLN:NE2 2:J:297:ARG:HG3 2.12 0.64
1:K:152:PRO:HG2 1:K:338:THR:HB 1.80 0.64
1:K:257:GLU:C 1:K:258:ILE:HD12 2.18 0.64
2:L:74:ARG:HH21 2:L:78:ARG:NH1 1.95 0.64
1:A:601:ARG:HG2 1:A:606: THR:HB 1.78 0.64
1:C:522:GLY:O 1:C:523:HIS:HB2 1.96 0.64
2:D:121:ALA:HB2 | 2:D:134:VAL:HG22 1.80 0.64
2:D:199:ALA:HB1 | 2:J:427:THR:HG23 1.79 0.64
2:F:465: TRP:NE1 2:F:534:PRO:HA 2.13 0.64
1:G:328:ARG:CG | 1:G:328:ARG:HH11 2.03 0.64
1:G:97:ASP:OD1 1:G:98:LEU:O 2.16 0.64
1:I:53:LEU:HD13 1:1:117:ALA:CB 2.26 0.64
2:J:331:VAL:HB 2:J:373:ASN:HD21 1.61 0.64
2:J:486:LYS:HD?2 2:J:489:GLN:HE21 1.63 0.64
1:K:556:ARG:HD2 1:K:556:ARG:C 2.18 0.64
1:A:204:LEU:HD22 1:A:245:LEU:O 1.96 0.64
1:C:350:ILE:HD12 1:C:351: THR:CG2 2.28 0.64
1:C:562:ARG:HH11 | 1:C:562:ARG:HB3 1.62 0.64
2:D:372:ASN:ND2 2:D:404:1LE:HB 2.13 0.64
2:F:423:ALA:HA 2:F:426:VAL:HG23 1.80 0.64
2:F:498:GLY:O 2:F:500:GLU:N 2.30 0.64
2:F:81:LEU:HD12 2:F:280:ASP:CB 2.27 0.64
1:K:353:LEU:HD22 | 1:K:358:TRP:CH2 2.33 0.64
1:K:465: THR:HG22 1:K:466:ASN:N 2.13 0.64
2:L:127:GLU:OE1 2:L:127:GLU:HA 1.98 0.64
2:L:62:ARG:HG2 2:L:62:ARG:NH1 2.12 0.64
2:B:119:ILE:CG2 2:B:152:LYS:HD3 2.28 0.64
1:E:285:VAL:HG12 | 1:E:286:VAL:CG2 2.26 0.64
1:E:49:ILE:HD13 1:E:364:ARG:HG2 1.80 0.64
1:G:132:LEU:HD23 | 1:G:138:PHE:CE2 2.33 0.64
1:G:426:VAL:HG21 | 1:G:463:LEU:HD11 1.80 0.64
1:1:134:GLU:HG2 1:1:338: THR:OG1 1.98 0.64
1:1:503:ALA:O 1:1:504:LEU:O 2.14 0.64
1:1:522:GLY:O 1:1:523:HIS:HB2 1.97 0.64
2:J:240:PHE:CD2 2:J:260:LEU:HD23 2.33 0.64
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1:K:286:VAL:HG21 | 1:K:473:ILE:HD11 1.80 0.64
1:C:393:GLY:O 1:C:396:LEU:HG 1.98 0.64
2:D:305:ARG:HH11 | 2:D:305:ARG:HB3 1.62 0.64
2:D:486:LYS:HG2 2:D:505:ILE:HD13 1.78 0.64
1:E:201:PRO:O 1:E:249:TYR:HB3 1.98 0.64
1:G:269:LEU:HD21 | 1:G:368:LEU:HD23 1.79 0.64
1:G:380:HIS:HE2 1:G:444:ARG:HD2 1.62 0.64
2:H:433:ARG:N 2:H:556: THR:HG23 2.11 0.64
1:1:255:HIS:HE1 1:1:322:GLU:HG2 1.63 0.64
1:1:476:HIS:CG 1:1:477:PRO:HD2 2.33 0.64
1:1:47:ARG:HE 1:1:148:LEU:HD21 1.62 0.64
1:K:398:ALA:HB2 1:K:464:ARG:HE 1.63 0.64
2:1:435:PRO:HD3 2:L:553:ILE:HG23 1.78 0.64
1:A:473:ILE:HB 1:A:496:LEU:HD13 1.79 0.64
2:B:393:GLN:HG2 2:B:393:GLN:O 1.98 0.64
2:B:89:ARG:HG3 2:B:89:ARG:NH2 2.05 0.64
1:C:294:.LEU:HD12 1:C:294:LEU:O 1.98 0.64
2:H:438: THR:HG22 2:H:462:LEU:HG 1.80 0.64
1:K:503:ALA:O 1:K:504:LEU:O 2.16 0.64
2:L:465: TRP:HE3 2:L:467:ASN:HD21 1.43 0.64
1:C:274:ARG:HH22 | 1:C:320: THR:HG21 1.62 0.63
1:E:129: TYR:HE2 1:E:342:VAL:HA 1.59 0.63
2:F:53:VAL:CG1 2:F:57:ARG:NH1 2.61 0.63
1:K:339:ARG:NH1 1:K:341:GLN:OE1 2.31 0.63
1:K:361:ARG:HA 1:K:366:GLU:OFE1 1.97 0.63
2:L:91:LEU:HD22 2:L:95:SER:OG 1.98 0.63
2:B:487:ARG:O 2:B:487:ARG:HG3 1.97 0.63
1:E:280:ARG:O 1:E:281:ARG:C 2.37 0.63
1:G:280:ARG:HH11 | 1:G:283:GLN:HE22 1.46 0.63
1:G:315:TYR:HE2 | 1:G:338: THR:HG22 1.63 0.63
1:G:497:LEU:N 1:G:498:PRO:HD3 2.13 0.63
2:H:476:GLU:OE2 2:H:477:GLN:N 2.32 0.63
1:1:63:ARG:NH1 1:1:63:ARG:O 2.30 0.63
2:J:109:'TYR:HE2 2:J:147:PRO:HD2 1.63 0.63
2:J:121:ALA:CB 2:J:134:VAL:HG12 2.28 0.63
2:J:335:ILE:O 2:J:339: VAL:HG22 1.99 0.63
1:K:387:TYR:HB3 1:K:389:GLU:HG3 1.80 0.63
1:K:522:GLY:O 1:K:523:HIS:HB2 1.97 0.63
2:L:316:GLU:OE2 2:L:337:ARG:NH2 2.29 0.63
1:A:657:ILE:HD13 1:A:699:CYS:HB2 1.79 0.63
1:A:662:VAL:HG21 | 1:A:674:LEU:HD23 1.80 0.63
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1:C:205:LYS:HZ1 1:C:247:GLU:HG2 1.63 0.63
1:E:201:PRO:HD2 | 1:E:328:ARG:HH21 1.63 0.63
1:E:567:ARG:HH11 | 1:E:567:ARG:HG3 1.63 0.63
1:E:404:.LEU:CD1 1:E:612:LEU:HD13 2.28 0.63
2:F:248:LYS:HA 2:F:252:GLY:O 1.99 0.63
2:H:245:PRO:HB2 | 2:H:246:LEU:HD12 1.81 0.63
2:J:49:MET:HG3 2:J:318:'TYR:HD1 1.61 0.63
1:K:47:ARG:HE 1:K:148:LEU:CD2 2.11 0.63
1:A:390:ASP:OD1 1:A:393:GLY:HA3 1.99 0.63
1:A:677:LEU:HD23 | 1:A:686:ILE:HD11 1.80 0.63
2:B:311:LEU:C 2:B:312:TYR:CD1 2.71 0.63
2:B:417:GLY:C 2:B:419:ALA:H 2.02 0.63
2:D:440:LEU:CD2 2:D:444:SER:HB2 2.29 0.63
2:D:484:GLN:HG3 2:D:485:VAL:N 2.13 0.63
1:G:132:LEU:HD23 | 1:G:138:PHE:CD2 2.34 0.63
1:1:300:ARG:HH11 1:1:300:ARG:HB2 1.63 0.63
1:1:549:ARG:HH11 1:1:549:ARG:CG 2.10 0.63
2:B:326:LYS:HZ1 2:B:405: THR:HG23 1.63 0.63
2:D:331:VAL:HG21 2:D:372:ASN:O 1.97 0.63
2:F:195:PHE:CE1 2:F:222:TYR:HB2 2.34 0.63
2:H:403:ASN:CG 2:H:442:GLY:HA3 2.19 0.63
1:K:441:GLY:HA2 1:K:450:ARG:NH2 2.13 0.63
1:A:220:ARG:HB2 1:A:223:GLU:CB 2.28 0.63
1:A:344:HIS:N 1:A:345:PRO:CD 2.62 0.63
2:D:105:ALA:HA 2:D:108:VAL:HG21 1.79 0.63
2:F:198:GLN:OE]1 2:F:223:VAL:HG13 1.99 0.63
2:F:473:MET:CE 2:F:477:GLN:HB3 2.29 0.63
2:H:444:SER:HB2 2:H:470:ILE:CG1 2.25 0.63
2:H:49:MET:HE1 2:H:321:ILE:HG21 1.80 0.63
2:H:83:VAL:CG1 2:H:84:ARG:N 2.60 0.63
2:1:486:LYS:HE3 2:L:497:-LEU:HD13 1.81 0.63
1:A:668:VAL:HG12 1:A:669:GLU:H 1.64 0.63
1:C:308:ARG:HG3 | 1:C:308:ARG:HH11 1.63 0.63
1:C:315:TYR:CE2 | 1:C:338:THR:HG22 2.33 0.63
2:D:230: THR:HG21 2:D:273:ALA:HA 1.80 0.63
1:E:82:ILE:HD11 1:E:430: TYR:HE1 1.64 0.63
1:G:218:VAL:HG11 | 1:G:224:.LEU:CD1 2.28 0.63
1:K:105:ASP:C 1:K:109:ARG:HD?2 2.18 0.63
1:K:401:ARG:HG3 1:K:425:GLU:OE2 1.99 0.63
1:K:605:VAL:O 1:K:605:VAL:CG2 2.47 0.63
2:L:289:ARG:O 2:1:292:ALA:HB3 1.99 0.63
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1:A:81:ASP:HB2 1:A:100:GLY:HA2 1.80 0.63
1:A:652:PRO:HD3 1:A:686:ILE:HG21 1.81 0.63
2:B:31:LEU:HD12 2:B:336:ALA:HB2 1.80 0.63
1:C:278:ILE:HG23 1:C:488:PHE:CD2 2.32 0.63
2:D:119:ILE:CG2 2:D:152:LYS:HD3 2.27 0.63
1:E:153:PRO:HD3 1:E:316:VAL:CG2 2.29 0.63
1:G:271:LEU:HA 1:G:375:VAL:HG11 1.79 0.63
1:G:345:PRO:CB 1:G:438:ILE:HD13 2.29 0.63
1:G:490:ALA:O 1:G:493:GLN:HB2 1.99 0.63
2:H:193:ARG:NH1 2:H:196:PHE:CD2 2.67 0.63
2:B:29:ALA:O 2:B:343:GLU:HA 1.97 0.63
1:C:51:ARG:HB2 1:C:122:ALA:HA 1.81 0.63
1:C:47:ARG:NE 1:C:148:LEU:HD21 2.14 0.63
1:C:378:ASN:ND2 1:C:440: TRP:HH?2 1.97 0.63
1:C:476:HIS:ND1 1:C:477:PRO:HD2 2.14 0.63
2:D:299:GLN:HB3 2:D:552:PRO:HD3 1.79 0.63
1:G:114:.ILE:CD1 1:G:147:LEU:HD13 2.29 0.63
2:H:526:LEU:C 2:H:528:ASP:H 2.01 0.63
1:1:339:ARG:HH12 1:1:341:GLN:HA 1.64 0.63
1:I:386:LEU:HD21 1:1:467:LEU:CD1 2.29 0.63
2:J:248:LYS:O 2:J:248:LYS:HD?2 1.99 0.63
1:K:455:LEU:CD1 | 1:K:474.LEU:HD12 2.29 0.63
1:A:365:GLY:O 1:A:366:GLU:O 2.17 0.62
2:B:312:TYR:HB2 2:B:337:ARG:HG2 1.81 0.62
1:C:350:ILE:HD12 | 1:C:351:THR:HG23 1.80 0.62
1:C:445:GLU:CD 1:C:448:ARG:NH2 2.52 0.62
1:E:254:ARG:HH22 1:E:293:GLY:H 1.46 0.62
1:E:274:ARG:HH11 1:E:347: THR:HB 1.64 0.62
1:I:250:LEU:HD21 1:1:332:PHE:CE1 2.34 0.62
2:J:317.LEU:HD22 | 2:J:334:VAL:HG13 1.81 0.62
1:K:269:LEU:HD12 | 1:K:375:VAL:HG21 1.79 0.62
1:A:345:PRO:HB3 1:A:438:ILE:CD1 2.30 0.62
2:B:192:GLY:HA2 2:B:195:PHE:CD2 2.34 0.62
1:C:274:ARG:HD3 1:C:347: THR:OG1 2.00 0.62
1:E:109:ARG:O 1:E:113:ILE:HG13 1.99 0.62
1:E:85:HIS:ND1 1:E:86:ALA:N 2.47 0.62
2:F:347:PHE:O 2:F:383:LYS:NZ 2.32 0.62
1:G:611:ALA:HB2 | 1:G:620:LEU:HD13 1.82 0.62
1:1:254:ARG:HH22 1:1:292:PRO:HB2 1.64 0.62
1:I:554:MET:HE3 1:1:554:MET:HA 1.82 0.62
2:L:464:MET:CE 2:L:470:1ILE:HD12 2.29 0.62
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2:B:49:MET:HG2 2:B:318:TYR:HA 1.81 0.62
1:C:232:GLN:HG2 | 1:C:233:ARG:HH22 1.64 0.62
2:F:425:LEU:O 2:F:429:VAL:HG23 1.99 0.62
2:H:232:MET:HE3 2:H:239:ILE:HG13 1.80 0.62
1:K:136:ALA:HB1 1:K:154:ALA:HB1 1.81 0.62
2:L:197:ASN:O 2:L:201:MET:HG3 1.99 0.62
2:1:234:ARG:HG2 2:L:277:ALA:O 2.00 0.62
2:B:467:ASN:H 2:B:467:ASN:ND2 1.96 0.62
1:G:108:LEU:HD23 | 1:G:132:LEU:CD1 2.30 0.62
1:1:307:VAL:O 1:1:310:ALA:HB3 1.99 0.62
1:K:504:LEU:O 1:K:505:PRO:O 2.17 0.62
1:A:668:VAL:HG22 | 1:A:694:VAL:HG23 1.81 0.62
1:C:358: TRP:CZ2 1:C:369:PRO:HG2 2.34 0.62
1:E:264:ARG:NH1 1:E:264:ARG:HG2 2.12 0.62
1:E:358: TRP:O 1:E:362: VAL:HG22 2.00 0.62
1:E:269:LEU:HD23 | 1:E:368:LEU:HD13 1.80 0.62
1:G:63:ARG:NH2 1:G:356:VAL:HG23 2.07 0.62
1:G:397:PRO:HB3 1:G:432:PRO:HG3 1.80 0.62
1:G:391:PRO:HG3 1:G:466:ASN:HA 1.80 0.62
1:1:546:ALA:HB3 2:J:60:LEU:HD12 1.80 0.62
1:K:271:LEU:HD23 | 1:K:375:VAL:HG21 1.82 0.62
2:B:473:MET:CE 2:1:246:LEU:HD21 2.28 0.62
2:1:298:LYS:HE3 2:L:550:ASN:ND2 2.14 0.62
1:A:201:PRO:HD?2 1:A:328:ARG:NH2 2.15 0.62
1:A:218:VAL:HG23 1:A:218:VAL:O 1.99 0.62
1:A:605:VAL:HG12 1:C:96:VAL:CG1 2.26 0.62
2:B:245:PRO:HB2 | 2:1L:481:VAL:HG13 1.82 0.62
1:C:402:.LEU:HD23 | 1:C:463:LEU:HD12 1.81 0.62
1:E:252:LYS:CE 1:E:491:ARG:HH22 2.13 0.62
1:E:525:ARG:CG 1:E:525:ARG:HH11 2.12 0.62
2:F:487:ARG:O 2:F:487:ARG:HG2 1.99 0.62
1:G:186:GLN:HE21 1:G:187:ASP:H 1.46 0.62
1:G:270:TYR:H 1:G:372:GLN:HE22 1.47 0.62
1:I:504:LEU:HD13 1:I:622: TRP:HE1 1.63 0.62
1:A:412:PRO:CB 1:A:450:ARG:HD3 2.29 0.62
1:A:663:GLU:HG2 1:A:666:GLN:NE2 2.14 0.62
1:C:352:GLY:C 1:C:353:LEU:HD23 2.20 0.62
1:1:285:VAL:HG12 1:1:286:VAL:HG22 1.81 0.62
2:L:123:ILE:HD11 2:L:165:LEU:CD1 2.25 0.62
1:C:294:LEU.CD1 1:C:299:ARG:NH1 2.63 0.62
1:C:66:ARG:CB 1:C:66:ARG:HH11 2.13 0.62
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1:E:361:ARG:NH1 1:E:361:ARG:HG2 2.15 0.62
2:F:507:ALA:N 2:F:508:PRO:HD2 2.14 0.62
2:B:65:GLU:HG2 2:B:68:GLY:HA?2 1.82 0.62
1:C:201:PRO:HD2 | 1:C:328:ARG:HH22 1.64 0.62
1:C:49:ILE:HD13 1:C:364:ARG:HG2 1.82 0.62
2:D:247:-VAL:HG22 | 2:D:253:GLU:OE2 2.00 0.62
1:E:267:HIS:HB3 1:E:368:LEU:HD12 1.82 0.62
1:E:383:GLU:OFE1 1:E:436:LYS:HG2 1.99 0.62
1:E:393:GLY:O 1:E:396:LEU:HG 2.00 0.62
1:E:503:ALA:HB2 1:E:560:GLU:OFE1 1.99 0.62
2:H:417:GLY:C 2:H:419:ALA:N 2.48 0.62
1:1:613:ARG:O 1:1:614:ARG:HD2 2.00 0.62
2:J:72:GLN:O 2:J:75:HIS:HB3 1.99 0.62
1:K:129:TYR:CE2 | 1:K:342:VAL:HG13 2.35 0.62
1:K:567:ARG:NH1 | 1:K:567:ARG:HG3 2.09 0.62
2:L:305:ARG:HB2 2:L:305:ARG:CZ 2.29 0.62
1:C:186:GLN:HG2 1:C:187:ASP:0OD2 2.00 0.62
2:D:138:ALA:HB2 2:D:172:ASP:0D2 2.00 0.62
2:D:272:VAL:O 2:D:272:VAL:HG12 2.00 0.62
2:D:68:GLY:O 2:D:70:ALA:N 2.32 0.62
1:I:46: TYR:HE1 1:1:364:ARG:HD3 1.65 0.62
2:J:45:ASN:OD1 2:J:323:ALA:N 2.33 0.62
1:K:270: TYR:CD1 1:K:372:GLN:NE2 2.68 0.62
1:K:&2:ILE:HD11 1:K:430: TYR:HE1 1.62 0.62
2:B:481:VAL:HG13 2:L:245:PRO:CB 2.30 0.62
2:L:29:ALA:O 2:1:343:GLU:HA 1.99 0.62
1:C:384:VAL:CG1 | 1:C:470:LEU:HD22 2.30 0.61
1:E:152:PRO:HG3 1:E:315:TYR:CE1 2.35 0.61
2:F:145:TYR:CD1 2:F:149: THR:HB 2.35 0.61
2:F:554:GLU:HB3 2:F:555:PRO:HD?2 1.82 0.61
2:H:191:PHE:HD2 2:H:192:GLY:H 1.48 0.61
1:1:269:LEU:CA 1:1:372:GLN:HE22 2.13 0.61
2:J:243:GLY:H 2:J:246:LEU:HD13 1.64 0.61
2:J:332:ARG:NH1 2:J:332:ARG:HG3 2.07 0.61
1:K:600:SER:OG 1:K:602:VAL:HG23 2.00 0.61
2:L:198:GLN:NE2 2:L:226:MET:O 2.32 0.61
1:A:391:PRO:HG3 1:A:466:ASN:HA 1.82 0.61
1:A:556:ARG:HG3 1:A:561:ARG:HB3 1.81 0.61
1:C:274:ARG:HG2 1:C:289:ALA:HB2 1.82 0.61
1:E:255:HIS:HE1 1:E:322:GLU:HG2 1.64 0.61
2:F:109:TYR:CE1 2:F:148:LEU:HD12 2.35 0.61
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2:H:498:GLY:C 2:H:500:GLU:N 2.53 0.61
2:L:208:GLN:HE21 2:L:208:GLN:CA 2.11 0.61
1:A:221:GLU:HG3 1:A:222:ALA:N 2.14 0.61
1:A:271:LEU:O 1:A:272: ASN:HB2 1.99 0.61
1:A:709:THR:HG23 | 1:A:710:PRO:HD2 1.81 0.61
2:B:460:ARG:HH12 | 2:B:548:ALA:HB1 1.62 0.61
1:C:309:ALA:O 1:C:312:ALA:HB3 2.00 0.61
1:C:353:LEU:HD13 | 1:C:358:TRP:CZ2 2.35 0.61
1:C:357:ALA:O 1:C:361:ARG:HG3 2.00 0.61
1:C:561:ARG:NH1 | 1:C:632:VAL:HG22 2.16 0.61
2:D:244:PRO:HA 2:D:247:VAL:HG12 1.82 0.61
2:D:393:GLN:O 2:D:393:GLN:HG2 2.00 0.61
1:G:104:ALA:HA 1:G:108:LEU:HD12 1.81 0.61
2:H:68:GLY:O 2:H:70:ALA:N 2.33 0.61
1:1:169:LEU:O 1:1:173:ALA:HB2 1.99 0.61
1:1:471:ARG:HB2 1:1:471:ARG:HH11 1.65 0.61
1:K:285:VAL:HG12 | 1:K:286:VAL:CG2 2.27 0.61
1:K:379:GLY:HA3 1:K:440: TRP:CH2 2.35 0.61
2:1:525:ARG:NH1 2:L:525:ARG:HG3 2.12 0.61
1:A:50:GLN:HE21 1:A:123:GLN:NE2 1.99 0.61
1:A:613:ARG:HG2 1:A:614:ARG:N 2.15 0.61
2:D:119:ILE:HD11 2:D:134:VAL:CG1 2.31 0.61
1:E:232:GLN:CG 1:E:233:ARG:HH12 2.12 0.61
2:F:56:.LEU:HG 2:F:60:LEU:HD12 1.81 0.61
2:H:465:TRP:HE3 | 2:H:467:ASN:HD21 1.48 0.61
2:H:521:TYR:CE1 2:H:525:ARG:CZ 2.83 0.61
2:H:164:ARG:CB 2:H:551:ALA:HB2 2.29 0.61
2:H:303:GLN:NE2 2:J:297:ARG:HD2 2.16 0.61
2:J:83:VAL:HG13 2:J:84:ARG:N 2.11 0.61
2:J:86:ARG:HD3 2:J:213:MET:SD 2.40 0.61
1:K:497:LEU:N 1:K:498:PRO:HD3 2.15 0.61
2:L:486:LYS:HG2 2:L:505:ILE:CD1 2.31 0.61
2:L:74:ARG:CZ 2:L:78:ARG:HH12 2.13 0.61
1:A:662:VAL:HG21 | 1:A:674:.LEU:HD22 1.80 0.61
2:F:29:ALA:O 2:F:343:GLU:HA 2.01 0.61
1:1:111:ASP:O 1:1:114:.ILE:HG22 2.01 0.61
1:1:613:ARG:HG2 1:1:614:ARG:N 2.14 0.61
2:J:59:LEU:O 2:J:59:LEU:HD12 1.99 0.61
2:L:390:LEU:O 2:1:394:ARG:HG3 2.00 0.61
2:L:476:GLU:HA 2:1L:479:ALA:HB3 1.83 0.61
1:A:271:LEU:HA 1:A:375:VAL:HG11 1.81 0.61
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1:A:618:LEU:HD23 | 1:A:629:ILE:HD12 1.83 0.61
2:B:74:ARG:HG2 2:B:74:ARG:O 2.00 0.61
1:C:307:VAL:O 1:C:310:ALA:HB3 2.01 0.61
2:F:188:ARG:HA 2:H:456:ALA:HA 1.82 0.61
2:F:247:-VAL:HG12 | 2:F:253:GLU:OE2 1.99 0.61
1:1:268:CYS:SG 1:1:307:VAL:HG22 2.41 0.61
1:1:328:ARG:NH1 1:1:328:ARG:HB2 2.16 0.61
2:J:486:LYS:HA 2:J:489:GLN:NE2 2.15 0.61
1:K:324:LEU:HB2 1:K:334:MET:SD 2.41 0.61
1:A:315:TYR:HE2 | 1:A:338: THR:HG22 1.65 0.61
1:A:54:VAL:HG11 1:A:61:ALA:HA 1.81 0.61
1:E:392:GLU:C 1:E:394:ASP:H 2.04 0.61
2:F:146: TYR:N 2:F:149:THR:OG1 2.34 0.61
2:F:563:MET:SD 2:L:424:LYS:HE3 2.40 0.61
1:G:513:ALA:HA 1:G:555:LEU:HD11 1.82 0.61
1:G:536:PRO:HB3 2:H:363:HIS:HE1 1.65 0.61
2:J:209:1LE:HG22 2:J:210:ALA:N 2.16 0.61
1:K:320: THR:O 1:K:336:MET:HG2 2.00 0.61
1:K:101:ALA:CB 1:K:429:PHE:HE1 1.98 0.61
2:1:403:ASN:HA 2:1:443:GLY:H 1.64 0.61
1:A:469:PHE:CD2 1:A:469:PHE:C 2.73 0.61
2:B:231:VAL:CG2 2:B:275:HIS:HB2 2.31 0.61
2:B:51:GLU:HA 2:B:54:ASN:HD22 1.65 0.61
2:B:75:HIS:CE1 2:B:80:LYS:HE2 2.35 0.61
1:C:263:ASP:0OD1 1:C:265:HIS:HB2 2.00 0.61
1:C:294:LEU:HD13 | 1:C:299:ARG:NHI1 2.15 0.61
1:E:273:GLU:OE2 1:E:291:ALA:N 2.34 0.61
1:E:328:ARG:HH11 | 1:E:328:ARG:HG3 1.65 0.61
1:E:101:ALA:HB1 1:E:429:PHE:CD1 2.36 0.61
2:F:194:1LE:O 2:F:198:GLN:HG3 2.01 0.61
1:G:200:TYR:O 1:G:202:VAL:N 2.34 0.61
1:G:448:ARG:HD3 1:G:474:.LEU:O 2.00 0.61
1:G:612:LEU:HD12 1:G:612:LEU:O 1.99 0.61
1:K:269:LEU:CD2 | 1:K:368:.LEU:HD13 2.31 0.61
1:K:307:VAL:O 1:K:310:ALA:HB3 2.01 0.61
2:B:87:ILE:CD1 2:B:120:VAL:HG11 2.31 0.61
2:B:403:ASN:HA 2:B:443:GLY:H 1.66 0.61
1:C:274:ARG:NH2 | 1:C:320: THR:HG21 2.16 0.61
2:D:376:LEU:HD23 | 2:D:380:ALA:HB3 1.82 0.61
1:E:131:PHE:HD1 1:E:131:PHE:H 1.47 0.61
1:E:344:HIS:N 1:E:345:PRO:CD 2.64 0.61
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1:G:51:ARG:HB2 1:G:122:ALA:HA 1.83 0.61
1:I:108:LEU:HD23 1:1:132: LEU:HD12 1.82 0.61
1:K:612:LEU:HD12 1:K:612:LEU:H 1.65 0.61
1:K:613:ARG:HG2 1:K:614:ARG:N 2.16 0.61
2:L:90:LEU:HB2 2:L:284:LEU:HD22 1.82 0.61
1:A:300:ARG:O 1:A:304:GLU:OE2 2.19 0.61
1:C:50: GLN:HB2 1:C:123:GLN:HE22 1.64 0.61
2:D:432:ALA:HA | 2:D:556:THR:HG21 1.83 0.61
1:E:340:LEU:HG 1:E:359:GLN:NE2 2.16 0.61
2:F:359:PHE:CE2 2:F:387:PHE:CE1 2.89 0.61
2:F:399:LEU:HD12 2:F:400:PHE:N 2.16 0.61
1:1:328:ARG:CZ 1:1:328:ARG:HB2 2.31 0.61
1:K:66:ARG:CB 1:K:66:ARG:NH1 2.62 0.61
2:L:194:ILE:HD12 2:L:194:.1LE:N 2.15 0.61
2:B:202:SER:HB2 2:L:560: VAL:HG23 1.83 0.60
2:B:561:PHE:CD2 2:J:563:MET:HE1 2.36 0.60
1:C:270: TYR:CD1 1:C:372:GLN:NE2 2.69 0.60
2:D:440:LEU:CD1 2:D:464:MET:HG3 2.31 0.60
1:E:602:VAL:O 1:E:602:VAL:HG12 2.00 0.60
1:G:389:GLU:HA 1:G:397:PRO:HA 1.82 0.60
1:G:71.LEU:CB 1:G:73:ILE:HD12 2.31 0.60
1:G:71:LEU:HB2 1:G:73:ILE:HD12 1.82 0.60
2:H:193:ARG:NH1 2:H:196:PHE:CE2 2.69 0.60
2:B:444:SER.:CB 2:B:449:ASN:HD22 2.08 0.60
1:C:278:ILE:H 1:C:278:ILE:CD1 1.95 0.60
1:C:53:LEU:HD13 1:C:117:ALA:HA 1.82 0.60
2:D:109:TYR:OH 2:D:147:PRO:HB2 2.00 0.60
2:D:520: TYR:N 2:D:520: TYR:CD2 2.66 0.60
2:F:200:ASN:ND2 2:F:204:ARG:NH2 2.50 0.60
2:F:408:-MET:HE3 2:F:409:VAL:H 1.65 0.60
2:F:498:GLY:C 2:F:500:GLU:H 2.05 0.60
1:G:249:TYR:HD2 1:G:250:LEU:H 1.49 0.60
1:G:283:GLN:NE2 1:G:389:GLU:OE1 2.32 0.60
1:G:396:LEU:O 1:G:398:ALA:N 2.33 0.60
2:H:258:GLU:OE2 2:H:262:GLY:HA3 2.00 0.60
2:H:270:SER:OG 2:H:272:VAL:HG23 2.00 0.60
2:H:400:PHE:CD2 2:H:453:CYS:HB2 2.35 0.60
1:1:54:VAL:HG21 1:1:64: VAL:CG1 2.31 0.60
2:J:462:LEU.HD23 2:J:463: TRP:N 2.16 0.60
1:A:543:TRP:O 1:A:544:ARG:NH1 2.34 0.60
1:C:549:ARG:NE 1:C:571:PRO:HG3 2.16 0.60
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Atom-1 Atom-2 distance (A) | overlap (A)
2:D:300:GLY:O 2:D:301:GLN:HB2 2.00 0.60
1:E:112:ARG:HG3 1:E:112:ARG:NH1 2.12 0.60
1:E:269:LEU:HD23 1:E:269:LEU:H 1.65 0.60
1:E:320: THR.:O 1:E:336:MET:HG2 2.01 0.60
2:F:484:GLN:HE22 | 2:F:487:ARG:NH1 1.98 0.60
1:G:379:GLY:HA3 1:G:440: TRP:CH2 2.37 0.60
1:1:505:PRO:HB2 1:1:507:HIS:HB3 1.82 0.60
2:J:351:PHE:O 2:J:383:LYS:HD?2 2.01 0.60
1:K:269:LEU:HD12 | 1:K:375:VAL:CG2 2.32 0.60
1:A:196:GLY:O 1:A:198:ILE:N 2.34 0.60
1:A:304:GLU:O 1:A:307:VAL:HG12 2.00 0.60
1:A:267:HIS:CB 1:A:368:LEU:HD12 2.30 0.60
1:A:472:ARG:CZ 1:A:498:PRO:HD2 2.32 0.60
1:C:536:PRO:HB3 2:D:363:HIS:CD2 2.37 0.60
1:C:567:ARG:HG3 | 1:C:567:ARG:HH11 1.66 0.60
1:E:261:PHE:CZ 1:E:318:ALA:HB2 2.36 0.60
2:F:141:LYS:HE2 4:F:591:COA:02B 2.01 0.60
1:G:250:LEU:HD12 1:G:250:LEU:H 1.66 0.60
1:G:47:ARG:HB2 1:G:47:ARG:NH1 2.06 0.60
1:G:618:LEU:O 1:G:629:ILE:HD12 2.01 0.60
2:H:30:1ILE:HD13 2:H:343:GLU:HG2 1.81 0.60
2:H:500:GLU:HA 2:H:500:GLU:OE1 2.01 0.60
1:K:304:GLU:O 1:K:308:ARG:HG2 2.00 0.60
1:K:550:GLU:HG2 1:K:567:ARG:CZ 2.32 0.60
2:L:375:ILE:HG22 2:L:376:LEU:H 1.66 0.60
2:L:81:LEU:HD21 2:1:89:ARG:HH21 1.64 0.60
1:A:667: THR:HG22 1:A:667: THR:O 2.01 0.60
2:B:50:LEU:O 2:B:54:ASN:ND2 2.35 0.60
2:B:84:ARG:HG2 2:B:84:ARG:NH1 2.15 0.60
1:C:341:GLN:OE1 | 1:C:342:VAL:HG23 2.01 0.60
1:C:384:VAL:HG23 | 1:C:451:LEU:HD21 1.83 0.60
1:C:55:ALA:HB1 1:C:113:ILE:HD13 1.82 0.60
1:C:94:ILE:N 1:C:94:ILE:HD12 2.16 0.60
2:D:233:VAL:CG1 2:D:279:ASP:HA 2.31 0.60
2:D:28:MET:C 2:D:30:ILE:H 2.02 0.60
2:F:35:1LE:CD1 2:F:320:VAL:HG22 2.32 0.60
2:F:469:ARG:NH2 2:F:469:ARG:HG2 2.13 0.60
1:G:451:LEU:HA 1:G:454:MET:HG3 1.82 0.60
2:H:242:ALA:O 2:H:260:LEU:HD21 2.00 0.60
2:J:141:LYS:HZ1 2:J:177:ASN:HD21 1.50 0.60
2:J:164:ARG:HD3 2:J:550:ASN:O 2.02 0.60
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1:K:294:LEU:CB 1:K:298:LEU:HD22 2.31 0.60
1:K:620:LEU:HD12 1:K:621:GLU:N 2.16 0.60
1:A:272:ASN:ND2 | 1:A:377:LEU:HD22 2.17 0.60
1:A:493:GLN:HE22 | 1:A:497.LEU:HB2 1.65 0.60
1:C:93:ASP:C 1:C:94:ILE:HD12 2.22 0.60
2:F:282:HIS:CE1 2:F:286:ILE:HD11 2.37 0.60
2:L:435:PRO:HG3 2:L:460:ARG:NH2 2.16 0.60
2:1:484:GLN:HG3 2:L:488:GLU:OE1 2.01 0.60
1:A:175:VAL:HG21 | 1:A:309:ALA:HB2 1.82 0.60
1:A:698: TYR:CE1 1:A:710:PRO:HB2 2.37 0.60
1:C:218:VAL:HG23 1:C:218:VAL:O 2.01 0.60
1:C:445:GLU:OE1 1:C:448:ARG:NH2 2.35 0.60
2:D:465: TRP:HB3 2:D:467:ASN:ND2 2.17 0.60
2:J:299:GLN:HB3 2:J:552:PRO:HD3 1.82 0.60
2:L:109: TYR:CE2 2:L:147:PRO:HD2 2.37 0.60
1:A:103:PRO:C 1:A:108:LEU:HD12 2.21 0.60
1:C:358: TRP:O 1:C:362:VAL:HG22 2.01 0.60
1:C:55:ALA:O 1:C:56:ASN:HB2 2.00 0.60
1:C:561:ARG:HB3 1:C:561:ARG:CZ 2.32 0.60
2:D:487:ARG:O 2:D:487:ARG:CG 2.49 0.60
1:E:197:ARG:O 1:E:198:1LE:HG13 2.02 0.60
2:F:191:PHE:HD2 2:F:192:GLY:H 1.47 0.60
2:F:507:ALA:HA 2:F:510:LEU:HD12 1.84 0.60
1:1:587:GLN:HB3 1:1:588: TYR:HD1 1.66 0.60
1:K:391:PRO:HD3 1:K:465: THR:O 2.02 0.60
1:C:304:GLU:HB3 1:C:308:ARG:NH2 2.17 0.60
1:C:387: TYR:HB2 1:C:466:ASN:ND2 2.17 0.60
1:E:169:LEU:N 1:E:169:LEU:HD12 2.17 0.60
1:I:148:LEU:N 1:1:148:LEU:HD?23 2.17 0.60
1:1:587:GLN:OE1 1:1:587:GLN:HA 2.01 0.60
1:K:258:ILE:O 1:K:320:THR:HA 2.00 0.60
2:L:232:MET:HE3 2:L:239:ILE:HG13 1.84 0.60
2:F:114:VAL:HG11 2:F:146:TYR:CZ 2.37 0.60
2:F:338:LEU:HD21 2:F:537:-THR:HB 1.82 0.60
1:G:607:ARG:NH]1 1:G:607:ARG:CB 2.65 0.60
2:J:49:MET:CG 2:J:318:TYR:HD1 2.15 0.60
1:A:220:ARG:HG3 1:A:223:GLU:OE1 2.02 0.59
1:A:450:ARG:O 1:A:453:ALA:HB3 2.02 0.59
1:A:596:ASP:HB3 1:A:612:LEU:HB3 1.84 0.59
1:C:203:LEU:CD2 1:C:205:LYS:NZ 2.62 0.59
2:F:403:ASN:OD1 2:F:442:GLY:HA3 2.02 0.59
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1:G:51:ARG:HD3 1:G:121:GLY:O 2.02 0.59
1:K:132:LEU:HD23 | 1:K:138:PHE:CD2 2.37 0.59
1:K:346:VAL:HG13 | 1:K:383:GLU:HB2 1.84 0.59
1:K:361:ARG:HG2 | 1:K:361:ARG:HH11 1.67 0.59
1:K:53:LEU:HD13 1:K:117:ALA:CA 2.32 0.59
1:K:559:ASP:O 1:K:560:GLU:HG3 2.02 0.59
2:L:365: TYR:CB 2:L:545:LEU:HD13 2.30 0.59
2:L:438: THR:HG22 2:1:462:LEU.HG 1.83 0.59
1:A:257:GLU:O 1:A:273:GLU:HB2 2.02 0.59
1:A:602:VAL:O 1:A:605:VAL:HG22 2.01 0.59
1:A:652:PRO:CD 1:A:686:ILE:HG12 2.32 0.59
1:A:80:SER:OG 1:A:81:ASP:N 2.33 0.59
2:B:191:PHE:HD?2 2:B:192:GLY:N 1.99 0.99
2:B:35:ILE:HD11 2:B:337:ARG:NH1 2.17 0.99
1:C:455:LEU:O 1:C:471:ARG:NH1 2.34 0.59
2:D:317.LEU:HD22 | 2:D:334:VAL:HG12 1.84 0.59
1:E:63:ARG:NH1 1:E:356:VAL:HG21 2.17 0.59
1:G:178:VAL:HG22 | 1:G:332:PHE:CD1 2.37 0.59
1:1:104:ALA:HA 1:1:108:LEU:CD1 2.32 0.59
1:1:350:ILE:HD12 1:I.377:LEU:HD11 1.84 0.59
1:1:398:ALA:HB2 1:1:464:ARG:NE 2.10 0.59
2:L:218:ALA:O 2:1:221:ALA:CB 2.49 0.59
1:A:180:GLY:HA2 1:A:198:.ILE:HD11 1.85 0.59
1:A:255:HIS:CE1 1:A:322:GLU:HG2 2.38 0.59
2:B:193:ARG:HD2 2:B:196:PHE:HD?2 1.66 0.59
1:C:169:LEU:HD21 | 1:C:313:ILE:HG12 1.84 0.59
1:G:536:PRO:HG2 | 2:H:543:LEU:HD23 1.84 0.59
1:1:167:LYS:O 1:1:171:GLU:HB2 2.01 0.59
1:1:298:LEU:O 1:1:301:ALA:HB3 2.03 0.59
1:1:302:.MET:HA 1:1:331:PHE:CE1 2.36 0.59
1:K:273:GLU:OE1 1:K:299:ARG:NH1 2.35 0.59
1:A:504:LEU:O 1:A:505:PRO:O 2.20 0.59
2:B:234:ARG:HA 2:B:263:ALA:CB 2.31 0.59
1:C:188:LEU:H 1:C:188:LEU:HD12 1.67 0.59
2:D:119:ILE:HD11 | 2:D:134:VAL:HG13 1.85 0.99
2:D:562:ARG:HG3 | 2:D:562:ARG:HH11 1.67 0.59
2:F:234:ARG:HA 2:F:263:ALA:HB3 1.85 0.59
2:F:270:SER:OG 2:F:271:GLY:N 2.33 0.59
2:L:208:GLN:HA 2:L:208:GLN:NE2 2.13 0.59
2:B:217:THR:HG22 | 2:B:240:PHE:CE1 2.37 0.59
1:C:489:1LE:HG23 1:C:490:ALA:N 2.18 0.59
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1:C:63:ARG:NH1 1:C:63:ARG:O 2.35 0.59
2:F:218:ALA:O 2:F:221:ALA:CB 2.50 0.59
2:F:525:ARG:HG3 2:F:525:ARG:NH1 2.17 0.59
2:H:354: THR:HG21 2:H:375:ILE:HB 1.85 0.59
1:1:277:SER:HB3 1:1:485:ASP:0O 2.01 0.59
1:1:549:ARG:HG3 1:1:549:ARG:NH1 2.14 0.59
2:J:486:LYS:HG2 2:J:505:1LE:CD1 2.31 0.59
2:J:507:ALA:HA 2:J:510:LEU:HD12 1.85 0.59
2:1:414:GLU:HA 2:L:418:ILE:HG22 1.83 0.59
1:A:288:GLU:HB3 1:A:382:ILE:HG12 1.85 0.59
1:A:540:ASN:C 1:A:540:ASN:HD22 2.06 0.59
1:C:452:LEU:CD2 1:C:474:LEU:HB3 2.32 0.59
2:D:305:ARG:NH1 2:D:305:ARG:CB 2.66 0.59
2:D:82:LEU:HD12 2:D:82:LEU:N 2.18 0.99
2:F:486:LYS:HG2 2:F:505:ILE:HD13 1.84 0.59
2:H:476:GLU:H 2:H:476:GLU:CD 2.04 0.59
2:H:52:GLN:O 2:H:55:ALA:HB3 2.03 0.59
1:1:397:PRO:HB3 1:1:432:PRO:HG3 1.85 0.59
1:1:513:ALA:CB 1:1:564:VAL:HG11 2.33 0.59
1:K:152:PRO:CG 1:K:315:TYR:CZ 2.83 0.59
1:K:395:PHE:O 1:K:397:PRO:HD3 2.03 0.59
2:D:486:LYS:HA 2:D:486:LYS:HE3 1.84 0.59
1:E:108:LEU:HD23 | 1:E:132:LEU:HD22 1.85 0.59
1:E:365:GLY:O 1:E:366:GLU:O 2.21 0.59
1:G:76:VAL:HG13 1:G:94:ILE:HB 1.85 0.59
1:I:294:.LEU:HD11 1:1:299:ARG:HH12 1.68 0.99
1:1:540:ASN:C 1:1:540: ASN:HD22 2.06 0.59
2:J:375:.1LE:HG22 2:J:376:LEU:N 2.17 0.9
1:K:491:ARG:HD?2 1:K:492:HIS:CE1 2.38 0.59
2:L:464:MET:HE1 2:L:470:1LE:HD12 1.83 0.59
2:B:109:TYR:CD2 2:B:146: TYR:HD1 2.21 0.59
2:B:444:SER:HB3 2:B:449:ASN:ND2 2.12 0.59
1:C:99:GLY:HA3 1:C:105:ASP:O 2.02 0.59
1:E:607:ARG:HG3 | 1:E:607:ARG:HH11 1.68 0.59
1:1:315:TYR:OH 1:1:338: THR:HA 2.02 0.99
1:1:392:GLU:C 1:1:394:ASP:H 2.06 0.59
2:J:509:ILE:HD13 2:J:512:GLN:OE1 2.01 0.59
2:L:350:LEU:CD2 2:L:350:LEU:N 2.65 0.59
2:L:49:MET:HE1 2:1:467:ASN:HB3 1.85 0.99
2:B:109: TYR:CE2 2:B:147:PRO:HD2 2.38 0.59
2:B:223:VAL:O 2:B:227:SER:OG 2.21 0.59
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2:B:90:LEU:O 2:B:288:ARG:NH2 2.36 0.59
2:B:331:VAL:HG12 2:B:373:ASN:CG 2.23 0.59
2:D:345:ASP:0OD1 2:F:289:ARG:NE 2.33 0.59
2:D:508:PRO:HG2 2:D:509:1LE:H 1.67 0.59
1:E:76:VAL:HG11 1:E:120:SER:OG 2.03 0.59
1:E:509: TRP:CZ3 1:E:562:ARG:HB2 2.38 0.59
2:F:245:PRO:CB 2:H:481:VAL:HG13 2.32 0.59
2:F:412:LYS:HE3 2:F:413:TYR:CE1 2.38 0.59
2:F:435:PRO:HD3 2:F:553:1LE:HG23 1.83 0.59
2:F:491:GLU:C 2:F:493:ALA:H 2.05 0.59
1:G:385:ARG:HB3 1:G:387:TYR:HE1 1.68 0.59
1:G:549:ARG:CG | 1:G:549:ARG:HH11 2.16 0.59
2:H:533:ASP:CB 2:H:536:GLN:HE21 2.15 0.59
1:I:351: THR:OG1 1:1:352:GLY:N 2.36 0.59
1:1:504:LEU.HB3 1:1:505:PRO:HD2 1.84 0.99
1:K:169:LEU:O 1:K:173:ALA:HB2 2.03 0.59
1:K:279:GLN:HB2 1:K:283:GLN:O 2.02 0.59
1:K:452:LEU:HD21 | 1:K:474:LEU:HB3 1.83 0.59
1:A:482:ALA:O 1:A:484:LEU:N 2.30 0.59
1:A:512:ALA:HB1 1:A:629:ILE:HD13 1.85 0.59
1:A:676:VAL:HG13 1:A:685:SER:OG 2.03 0.59
1:C:465: THR:HG22 1:C:466:ASN:N 2.17 0.59
2:D:349:ALA:HB3 | 2:D:350:LEU:HD22 1.85 0.59
2:H:300:GLY:O 2:H:301:GLN:HB2 2.02 0.59
1:G:534:HIS:HB3 2:H:307:PRO:CG 2.33 0.59
2:J:141:LYS:NZ 2:J:177:ASN:HD21 2.00 0.59
2:J:311:LEU:HD12 2:J:341:GLY:O 2.03 0.59
2:J:35:1LE:CD1 2:J:320: VAL:HG22 2.33 0.59
1:K:271:LEU:HA 1:K:375:VAL:HG11 1.84 0.59
1:A:697:LEU:CB 1:A:712: VAL:HG22 2.32 0.58
1:C:389:GLU:HG2 1:C:397:PRO:HG3 1.85 0.58
2:D:331:VAL:H 2:D:373:ASN:HD21 1.50 0.58
1:G:416:VAL:HG22 | 1:G:437:LEU:HD12 1.85 0.58
1:G:53:LEU:HD11 1:G:78:VAL:HG13 1.83 0.58
2:H:297:ARG:HB2 2:L:303:GLN:NE2 2.14 0.58
2:H:48: THR:O 2:H:52: GLN:HG3 2.03 0.58
2:L:167:CYS:HB2 2:L:208:GLN:NE2 2.18 0.58
2:D:248:LYS:HA 2:D:252:GLY:0O 2.03 0.58
1:E:553:LEU:HB2 1:E:564:VAL:CG2 2.34 0.58
2:F:441:ILE:HG22 2:F:465: TRP:CD2 2.38 0.58
1:G:274:ARG:HH22 | 1:G:320:THR:CG2 2.16 0.58
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1:G:308:ARG:HH11 | 1:G:308:ARG:HG3 1.68 0.58
2:J:512:GLN:O 2:J:516:GLN:HG3 2.04 0.58
1:K:396:LEU:HD12 | 1:K:464:ARG:NH2 2.19 0.58
2:L:155:ARG:O 2:L:159:1LE:HD12 2.03 0.58
2:B:481:VAL:HG13 | 2:L:245:PRO:HB3 1.86 0.58
1:C:272:ASN:CG 1:C:377:LEU:HD22 2.23 0.58
1:C:508:PHE:O 1:C:510:GLN:N 2.37 0.58
1:C:516: TRP:CZ2 1:C:631:ALA:HB2 2.38 0.58
1:C:570:SER:OG 1:C:570:SER:O 2.21 0.58
2:F:300:GLY:HA3 | 2:F:549:.LEU:HD23 1.85 0.58
1:G:187:ASP:O 1:G:189:GLU:N 2.36 0.58
1:I1:315:TYR:HE2 1:1:336:MET:CE 2.15 0.58
2:J:191:PHE:HA 2:J:194:.1ILE:HD11 1.84 0.58
2:J:390:LEU:O 2:J:394:ARG:HG3 2.03 0.58
2:J:89:ARG:HH21 2:J:89:ARG:HG3 1.67 0.58
1:K:470:LEU:O 1:K:473:1LE:HG23 2.03 0.58
2:L:234:ARG:HA 2:1:263:ALA:HB3 1.85 0.58
2:L:247:VAL:O 2:L:250:ALA:HB3 2.03 0.58
1:A:444:ARG:O 1:A:447:ALA:HB3 2.02 0.58
2:D:151:LYS:HG2 | 2:D:526:LEU:HD13 1.86 0.58
1:E:358: TRP:HA 1:E:361:ARG:HD2 1.84 0.58
1:G:223:GLU:O 1:G:223:GLU:HG2 2.02 0.58
1:G:567:ARG:NH1 | 1:G:567:ARG:HG3 2.15 0.58
2:H:153:HIS:ND1 2:H:194:1LE:HD13 2.18 0.58
1:A:654:ASN:HB2 2:H:251: THR:CB 2.34 0.58
2:H:398:LEU:HD12 | 2:H:434:VAL:CG2 2.33 0.58
1:1:274:ARG:HD3 1:1:346: VAL:CG2 2.34 0.58
1:I:46:TYR:CE1 1:1:364:ARG:HD3 2.37 0.58
1:1:623:GLU:OE1 1:1:623:GLU:HA 2.03 0.58
1:.I.71:LEU:HD?23 1:I.71:LEU:O 2.03 0.58
2:J:324:ASP:O 2:J:327:GLN:HB2 2.04 0.58
1:A:298:LEU:O 1:A:301:ALA:HB3 2.04 0.58
1:A:65:MET:HG3 1:A:75:SER:CB 2.33 0.58
1:A:53:LEU:HD12 1:A:76:VAL:HB 1.85 0.58
2:B:50:LEU:CD2 2:B:54:ASN:HD21 2.16 0.58
1:G:108:LEU:HD23 | 1:G:132:LEU:HD13 1.86 0.58
1:G:189:GLU:OFE1 1:G:193:ARG:HD3 2.03 0.58
2:D:516:GLN:OE1 2:J:181:GLN:NE2 2.35 0.58
2:J:533:ASP:HB3 2:J:536:GLN:HE21 1.68 0.58
2:J:302:.LEU:HD12 | 2:J:549:LEU:HD11 1.86 0.58
2:L:239:ILE:O 2:L:266:HIS:NE2 2.34 0.58
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2:B:308:ARG:HH22 2:B:343:GLU:CD 2.06 0.58
2:B:33:THR:HG23 2:B:34:GLN:N 2.19 0.58
2:B:78:ARG:HG3 2:B:78:ARG:NH1 2.18 0.58
2:D:264:ASP:0D2 2:D:268:LYS:HE3 2.04 0.58
1:E:232:GLN:O 1:E:233:ARG:HG2 2.02 0.58
2:F:440:LEU:HD12 2:F:464:MET:CE 2.32 0.58
2:H:170:LEU:CD2 2:H:211:VAL:HB 2.33 0.58
2:H:476:GLU:CD 2:H:476:GLU:N 2.57 0.58
2:H:50:LEU:O 2:H:50:LEU:HD23 2.04 0.58
1:I:65:MET:HE3 1:1:92:ALA:CA 2.34 0.58
1:A:136:ALA:O 1:A:137:ASP:C 2.41 0.58
1:C:274:ARG:NH1 1:C:347: THR:OG1 2.26 0.58
1:C:360:1LE:O 1:C:364:ARG:HD2 2.03 0.58
2:D:305:ARG:NH1 | 2:D:305:ARG:HB2 2.19 0.58
2:D:418:1LE:O 2:D:418:1LE:HG13 2.03 0.58
1:E:108:LEU:HD23 | 1:E:132:LEU:HD21 1.86 0.58
1:E:109:ARG:HD3 1:E:112:ARG:NH2 2.18 0.58
2:F:57:ARG:HG3 2:F:57:ARG:NH1 2.17 0.58
1:G:199:GLY:O 1:G:201:PRO:N 2.36 0.58
1:G:501:GLN:HE21 1:G:504:LEU:HG 1.69 0.58
1:G:550:GLU:HG3 | 1:G:567:ARG:HD2 1.85 0.58
2:H:243:GLY:C 2:H:245:PRO:HD2 2.23 0.58
2:H:33: THR:HB 2:H:312:TYR:CE2 2.38 0.58
2:J:521:TYR:CE1 2:J:525:ARG:NH2 2.71 0.58
1:K:250:LEU:HD21 | 1:K:332:PHE:HE1 1.69 0.58
1:K:258:ILE:HD12 1:K:258:ILE:N 2.19 0.58
1:K:294:LEU:HB3 | 1:K:298:LEU:HD?22 1.85 0.58
1:K:437:LEU:HD22 | 1:K:455:LEU:HD23 1.86 0.58
1:K:587:GLN:C 1:K:588:TYR:HD1 2.07 0.58
1:A:51:ARG:HB2 1:A:122:ALA:HA 1.85 0.58
2:B:155:ARG:O 2:B:159:ILE:CD1 2.51 0.58
2:B:484:GLN:HA 2:B:484:GLN:HE21 1.69 0.58
2:D:151:LYS:HE3 2:D:526:LEU:HB2 1.86 0.58
1:G:280:ARG:NH1 1:G:389:GLU:OEL1 2.36 0.58
1:G:201:PRO:CG | 1:G:328:ARG:HH21 2.15 0.58
2:H:449:ASN:OD1 2:H:454:GLY:HA3 2.03 0.58
1:I:386:LEU:HD21 1:1:467:LEU:HD12 1.85 0.58
1:K:268:CYS:SG 1:K:307:VAL:HG23 2.43 0.58
1:K:388:ALA:HB3 1:K:432:PRO:HB2 1.85 0.58
2:B:279:ASP:C 2:B:279:ASP:0OD2 2.42 0.58
1:C:271:LEU:O 1:C:272:ASN:HB2 2.03 0.58
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1:C:272:ASN:OD1 | 1:C:377:LEU:HD22 2.04 0.58
2:D:444:SER:OG 2:D:449:ASN:ND2 2.37 0.58
1:E:255:HIS:CE1 1:E:322:GLU:HG2 2.38 0.58
1:E:341:GLN:OE1 1:E:342:VAL:HG23 2.04 0.58
2:H:268:LYS:HE3 2:L:350:LEU:HD12 1.85 0.58
2:H:324:ASP:O 2:H:327:GLN:HB2 2.03 0.58
2:H:327:GLN:OE1 2:H:328:PRO:HD2 2.03 0.58
2:J:195:PHE:CE1 2:J:222:TYR:HB2 2.39 0.58
2:J:218:ALA:O 2:J:221:ALA:HB3 2.04 0.58
1:K:393:GLY:O 1:K:396:LEU.CG 2.52 0.58
1:A:99:GLY:HA3 1:A:105:ASP:O 2.03 0.58
2:D:195:PHE:CE1 2:D:222:TYR:HB2 2.39 0.58
2:D:242:ALA:CB 2:D:246:LEU:HD22 2.34 0.58
2:D:370:LEU:HD11 | 2:D:387:PHE:HD2 1.68 0.58
1:E:299:ARG:O 1:E:301:ALA:N 2.37 0.58
1:E:562:ARG:HH11 1:E:562:ARG:CG 2.06 0.58
1:E:611:ALA:HB2 1:E:620:LEU:CD1 2.33 0.58
2:F:247:-VAL:HG13 | 2:H:409:VAL:HG23 1.83 0.58
1:G:59:GLU:OE1 1:G:129:TYR:OH 2.22 0.58
1:1:466:ASN:O 1:1:470:LEU:HG 2.04 0.58
1:1:465: THR:HG22 1:I:467:LEU:H 1.69 0.58
1:1:607:ARG:NH1 1:1:607:ARG:HB3 2.14 0.58
2:J:48: THR:O 2:J:52:GLN:HG3 2.04 0.58
2:L:404:1LE:HG23 2:L:404:1ILE:O 2.04 0.58
1:A:299:ARG:O 1:A:301:ALA:N 2.37 0.57
2:B:159:ILE:H 2:B:159:ILE:HD12 1.68 0.57
2:B:232:MET:HE2 2:B:263:ALA:HA 1.86 0.57
2:B:33:THR:HG23 2:B:35:ILE:HG13 1.84 0.57
2:D:351:PHE:O 2:D:383:LYS:HD2 2.04 0.57
2:B:293:ASN:HB3 2:F:359:PHE:CD1 2.39 0.57
2:F:331:VAL:H 2:F:373:ASN:HD21 1.52 0.57
2:F:417:GLY:C 2:F:419:ALA:N 2.53 0.57
2:H:432:ALA:HA | 2:H:556:THR:HG21 1.84 0.57
2:J:28:MET:HE3 1:K:633:ASP:OD1 2.03 0.57
2:L:195:PHE:CE1 2:L:222:TYR:HB2 2.39 0.57
2:J:303:GLN:NE2 2:L:297:ARG:HB2 2.18 0.57
1:A:274:ARG:HH22 | 1:A:320:THR:CG2 2.09 0.57
1:A:279:GLN:O 1:A:489:ILE:HG21 2.04 0.57
1:A:653:MET:HG2 1:A:654:ASN:N 2.13 0.57
2:D:237:ALA:O 2:D:238: THR:HG23 2.04 0.57
2:F:31:LEU:HD21 2:F:344:PHE:HB3 1.86 0.57
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2:F:89:ARG:HH21 2:F:89:ARG:HG3 1.69 0.57
1:G:170:MET:SD 1:G:309:ALA:CB 2.90 0.57
1:1:306:ALA:HB1 1:1:321:VAL:CG2 2.29 0.57
1:K:539:ARG:HH?21 2:1:363:HIS:HE1 1.51 0.57
2:L:302:LEU:HD22 | 2:L:366:PRO:HG2 1.85 0.57
1:A:300:ARG:CZ 1:A:304:GLU:OFE1 2.52 0.57
1:A:493:GLN:NE2 1:A:497:LEU:HB2 2.19 0.57
1:A:504:LEU:HD13 | 1:A:622: TRP:HE1 1.68 0.57
1:A:525:ARG:HD2 | 2:B:125:ARG:HH?21 1.69 0.57
2:B:95:SER:HB2 2:B:125:ARG:HB2 1.86 0.57
1:C:101:ALA:HB1 1:C:429:PHE:CE1 2.39 0.57
1:C:333:PHE:CE1 1:C:335:GLU:HA 2.38 0.57
1:C:94:ILE:HG22 1:C:95:ALA:N 2.20 0.57
1:G:445:GLU:CD 1:G:448:ARG:NH2 2.58 0.57
1:G:515:ALA:HB2 | 1:G:598:LEU:HD22 1.86 0.57
1:I1:270: TYR:N 1:1:372:GLN:HE22 2.01 0.57
2:J:102:ALA:C 2:J:104:ALA:H 2.07 0.57
4:J:591:COA:H122 4:J:591:COA:O1A 2.04 0.57
1:K:78:VAL:HB 1:K:98:LEU:HD21 1.86 0.57
2:1:346:GLU:HG2 2:1:349:ALA:HA 1.86 0.57
2:L:375:ILE:N 2:L:375:ILE:HD12 2.18 0.57
2:1:351:PHE:O 2:1:383:LYS:HD2 2.02 0.57
2:1:42:PHE:HA 2:L:45:ASN:HD22 1.69 0.57
1:A:361:ARG:CG | 1:A:361:ARG:HH11 2.16 0.57
1:C:344:HIS:HB2 1:C:355:LEU:HD12 1.86 0.57
1:C:561:ARG:NH1 1:C:561:ARG:CB 2.66 0.57
1:C:605:VAL:CG2 1:C:605:VAL:O 2.50 0.57
2:D:62:ARG:O 2:D:65:GLU:HB2 2.03 0.57
2:F:90:LEU:HB2 2:F:284:LEU:HD22 1.86 0.57
2:F:41:GLU:O 2:F:44:ALA:HB3 2.04 0.57
1:G:258:ILE:HD12 1:G:306:ALA:HB2 1.86 0.57
1:G:263:ASP:0D2 1:G:367:ALA:HA 2.04 0.57
1:G:302:MET:HG2 | 1:G:331:PHE:CD2 2.40 0.57
1:1:300:ARG:HH11 1:1:300:ARG:CB 2.16 0.57
1:1:428: PRO:HG2 1:1:429:PHE:CD1 2.39 0.57
1:K:279:GLN:NE2 1:K:282:HIS:HA 2.19 0.57
1:A:195:ALA:HB1 1:A:200: TYR:HE2 1.69 0.57
2:B:397:PRO:HG2 | 2:B:545:LEU:HD21 1.85 0.57
1:E:298:LEU:O 1:E:301:ALA:HB3 2.04 0.57
1:E:546:ALA:O 2:F:57:ARG:NE 2.31 0.57
2:F:33: THR:HG22 2:F:312:TYR:CZ 2.39 0.57
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1:G:165:ALA:O 1:G:168:ALA:HB3 2.04 0.57
1:G:474.LEU:HD23 | 1:G:479:PHE:CE1 2.39 0.57
2:H:44:ALA:O 2:H:47:ALA:HB3 2.04 0.57
2:J:491:GLU:HA 2:J:495:GLN:O 2.04 0.57
1:A:302:MET:HG2 1:A:331:PHE:CD2 2.40 0.57
2:D:211:VAL:HG13 2:D:231:VAL:HB 1.85 0.57
1:E:437:LEU:CD2 1:E:455:LEU:HD23 2.34 0.57
1:E:47:ARG:HH11 1:E:47:ARG:HB2 1.69 0.57
2:F:484:GLN:HE22 2:F:487:ARG:CZ 2.17 0.57
1:G:611:ALA:HB2 1:G:620:LEU:CD1 2.34 0.57
2:F:185:PHE:CE2 2:H:472:VAL:HA 2.40 0.57
2:H:485:VAL:CG2 2:H:486:LYS:N 2.68 0.57
1:K:516: TRP:HA 1:K:618:LEU:HD13 1.86 0.57
2:L:30:ILE:HD12 2:L:311:LEU:HD11 1.87 0.57
2:B:347:PHE:O 2:B:348:LYS:C 2.42 0.57
2:B:89:ARG:CG 2:B:89:ARG:HH21 2.14 0.57
2:D:50:LEU:HD23 2:D:54:ASN:ND2 2.19 0.57
1:E:531:ASP:HB3 2:F:298:LYS:HB2 1.87 0.57
2:F:435:PRO:CG 2:F:553:ILE:HD12 2.34 0.57
1:1:167:LYS:HB2 1:1:167:LYS:HZ2 1.68 0.57
1:1:278.ILE:HG23 1:1:489:ILE:HD13 1.86 0.57
1:1:607:ARG:NH1 1:1:607:ARG:HB2 2.20 0.57
1:K:305:ALA:CA 1:K:308:ARG:HG3 2.34 0.57
1:K:536:PRO:O 1:K:539:ARG:HG2 2.05 0.57
2:L:305:ARG:CZ 2:L:305:ARG:CB 2.82 0.57
2:1:305:ARG:HB3 2:1:305:ARG:NH1 2.19 0.57
1:A:347:THR:O 1:A:351: THR:HG23 2.05 0.57
2:B:245:PRO:CB 2:1:481:VAL:HG13 2.34 0.57
2:B:52:GLN:O 2:B:55:ALA:HB3 2.05 0.57
1:C:243:ARG:O 1:C:243:ARG:HG2 2.04 0.57
1:C:544:ARG:HH21 2:D:88:ASN:ND2 2.03 0.57
1:E:47:ARG:HG3 1:E:48:SER:H 1.69 0.57
1:E:500:PRO:O 1:E:501:GLN:HB3 2.05 0.57
1:E:563:CYS:SG 1:E:565:ARG:NH2 2.78 0.57
2:F:180:ARG:CG 2:F:180:ARG:HH11 2.12 0.57
2:F:255:VAL:HG22 | 2:F:259:GLU:OE1 2.04 0.57
1:G:109:ARG:HB3 | 1:G:109:ARG:HH11 1.69 0.57
1:G:135:ASN:OD1 1:G:135:ASN:O 2.22 0.57
1:G:176:PRO:C 1:G:177:LEU:HD23 2.25 0.57
1:G:228:LEU:HG 1:G:229:SER:N 2.18 0.57
1:G:385:ARG:HB3 1:G:387:'TYR:CE1 2.39 0.57
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2:H:315:GLU:CD 2:H:315:GLU:N 2.58 0.57
1:1:365:GLY:O 1:1:366:GLU:O 2.22 0.57
1:1:69:ARG:NH2 1:1:91:GLU:O 2.38 0.57
1:1:99:GLY:HA3 1:1:105:ASP:O 2.04 0.57
1:K:105:ASP:N 1:K:105:ASP:0D2 2.32 0.57
2:L:161:LEU:CD2 2:L:201:MET:HG2 2.29 0.57
1:A:195:ALA:HB1 1:A:200: TYR:CE2 2.40 0.57
1:C:220:ARG:HB2 1:C:223:GLU:HB3 1.86 0.57
1:C:325:.LEU:HD23 1:C:326:ASP:H 1.68 0.57
2:F:330:ASP:0OD1 2:F:332:ARG:HB2 2.05 0.57
1:G:220:ARG:HB2 1:G:223:GLU:HB3 1.87 0.57
1:G:550:GLU:CG 1:G:567:ARG:HD2 2.34 0.57
1:G:587:GLN:HA 1:G:587:GLN:OE1 2.04 0.57
2:H:476:GLU:OE2 2:H:477:GLN:HG2 2.04 0.57
2:H:56:LEU:O 2:H:56:LEU:HD12 2.05 0.57
1:1:269:LEU:CA 1:1:372:GLN:NE2 2.67 0.57
1:1:504:.LEU:.CB 1:1:505:PRO:HD2 2.34 0.57
2:J:144: THR:HG21 | 4:J:591:COA:C5A 2.35 0.57
1:K:251:LEU:HD22 | 1:K:327:GLU:OE2 2.04 0.57
1:A:377:LEU:.CG 1:A:377:LEU:O 2.51 0.57
1:A:675:VAL:HG11 | 1:A:711:LEU:HD13 1.85 0.57
1:C:141:ALA:HA 1:C:144:GLU:HB3 1.86 0.57
1:C:114:ILE:CD1 1:C:147:LEU:HD12 2.35 0.57
1:C:287:GLU:HG2 1:C:343:GLU:CG 2.35 0.57
1:E:223:GLU:HG2 1:E:223:GLU:O 2.04 0.57
1:E:248:LYS:HE3 1:E:328:ARG:HH12 1.70 0.57
2:F:241:LEU:HD12 | 2:H:418:ILE:HG23 1.87 0.57
2:F:386:HIS:O 2:F:390:LEU:HD12 2.05 0.57
1:G:205:LYS:HE2 1:G:245:LEU:HD13 1.87 0.57
1:G:365:GLY:O 1:G:366:GLU:O 2.22 0.57
2:H:485:VAL:HG23 2:H:486:LYS:N 2.20 0.57
2:H:521:TYR:O 2:H:525:ARG:HG3 2.05 0.57
1:I:107:TYR:HB2 1:1:131:PHE:CE1 2.40 0.57
1:1:289:ALA:HB1 1:1:350:ILE:HD13 1.87 0.57
1:1:374:GLN:O 1:1:376:PRO:HD3 2.03 0.57
1:1:549:ARG:CG 1:1:549:ARG:NH1 2.67 0.57
2:J:185:PHE:N 2:J:186:PRO:HD2 2.20 0.57
2:J:379:GLU:H 2:J:379:GLU:CD 2.08 0.57
1:K:321:VAL:HG22 | 1:K:336:MET:CG 2.29 0.57
2:B:265:VAL:O 2:B:269:VAL:HB 2.05 0.56
2:D:449:ASN:OD1 2:D:454:GLY:HA3 2.05 0.56
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1:E:186:GLN:HG3 1:E:190: THR:OG1 2.05 0.56
1:E:276:CYS:HB2 1:E:284:LYS:NZ 2.20 0.56
1:E:404:LEU:HD13 | 1:E:612:LEU:HD13 1.86 0.56
2:F:146: TYR:N 2:F:149:THR:HG1 2.03 0.56
2:F:331:VAL:HA 2:F:334:VAL:HG23 1.87 0.56
2:F:308:ARG:HH22 | 2:F:343:GLU:HG3 1.69 0.56
1:1:269:LEU:HA 1:1:372:GLN:HE22 1.70 0.56
1:1:504:LEU:O 1:1:505:PRO:O 2.23 0.56
1:K:500:PRO:O 1:K:501:GLN:HB3 2.05 0.56
2:1:235:GLU:HA 2:L:258:GLU:OE1 2.03 0.56
2:L:311:LEU:HB2 2:L:312:TYR:CE1 2.40 0.56
2:L:54:ASN:O 2:L:58: THR:HG23 2.05 0.56
1:A:563:CYS:SG 1:A:565:ARG:NH2 2.77 0.56
2:B:193:ARG:NH1 2:B:196:PHE:CE2 2.74 0.56
2:B:457'TYR:N 2:B:457: TYR:CD2 2.71 0.56
2:D:45:ASN:OD1 2:D:323:ALA:N 2.38 0.56
1:E:561:ARG:H 1:E:561:ARG:CD 2.18 0.56
2:F:334:VAL:O 2:F:338:LEU:HD12 2.05 0.56
1:G:445:GLU:CD 1:G:448:ARG:HH21 2.08 0.56
1:G:469:PHE:CD1 | 1:G:497:LEU:HD21 2.40 0.56
2:H:246:LEU:N 2:H:246:LEU:HD12 2.18 0.56
2:H:400:PHE:CD2 2:H:453:CYS:CB 2.88 0.56
2:H:521:TYR:CD1 2:H:525:ARG:NH1 2.72 0.56
1:1:299:ARG:O 1:1:301:ALA:N 2.38 0.56
1:1:47:ARG:HH21 1:1:148:LEU:HD22 1.70 0.56
2:J:334:VAL:O 2:J:338:LEU:CD1 2.50 0.56
2:J:498:GLY:O 2:J:500:GLU:N 2.38 0.56
2:J:523:SER:HA 2:J:528:ASP:0D2 2.06 0.56
1:K:109:ARG:NH1 1:K:109:ARG:HB3 2.18 0.56
1:K:302:MET:HG2 1:K:331:PHE:CE1 2.40 0.56
1:A:231:ALA:HA 1:A:233:ARG:HH22 1.71 0.56
1:A:269:LEU:H 1:A:269:LEU:HD23 1.69 0.56
1:C:384:VAL:CG2 | 1:C:451:LEU:HD21 2.34 0.56
1:C:415:ARG:HD3 1:C:438:1LE:CD1 2.35 0.56
2:D:462:LEU:HD23 2:D:462:LEU:C 2.25 0.56
2:D:48:THR:O 2:D:52:GLN:HG3 2.04 0.56
2:D:62:ARG:HG2 2:D:62:ARG:HH11 1.71 0.56
1:E:169:LEU:H 1:E:169:LEU:CD1 2.19 0.56
2:F:433:ARG:H 2:F:556: THR:HG23 1.71 0.56
2:F:82:LEU:HD12 2:F:83:VAL:N 2.16 0.56
1:G:96:VAL:HG11 1:G:116:ALA:HB1 1.87 0.56
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1:G:469:PHE:CE2 1:G:473:ILE:HG21 2.41 0.56
1:I:77:ALA:HB1 1:1:88:HIS:HD2 1.70 0.56
2:L:388:ILE:O 2:1.:392:CYS:HB2 2.05 0.56
1:A:469:PHE:HD?2 1:A:469:PHE:C 2.08 0.56
2:B:217:THR:HG22 | 2:B:240:PHE:HE1 1.71 0.56
1:C:516:TRP:0O 1:C:519:SER:OG 2.23 0.56
1:C:536:PRO:HB3 2:D:363:HIS:NE2 2.19 0.56
2:D:476:GLU:OE2 2:D:477:GLN:N 2.38 0.56
1:E:378:ASN:O 1:E:440: TRP:CH2 2.58 0.56
1:E:613:ARG:HG2 1:E:614:ARG:N 2.21 0.56
1:K:387:TYR:CE2 1:K:433:MET:HB2 2.40 0.56
2:L:191:PHE:HE?2 2:L:195:PHE:CZ 2.23 0.56
1:A:251:LEU:HD11 1:A:328:ARG:CZ 2.36 0.56
1:A:345:PRO:HB3 1:A:438:ILE:HD13 1.87 0.56
2:B:170:LEU:HD22 2:B:211:VAL:HB 1.86 0.56
1:C:188:LEU:HG 1:C:228:LEU:CD2 2.35 0.56
1:C:613:ARG:O 1:C:614:ARG:CD 2.53 0.56
1:E:508:PHE:HB2 1:E:622: TRP:CE2 2.41 0.56
2:F:109:TYR:OH 2:F:148:LEU:HD12 2.06 0.56
2:F:219:GLY:C 2:F:221:ALA:H 2.08 0.56
2:F:435:PRO:CD 2:F:553:1LE:HG23 2.34 0.56
1:G:326:ASP:0OD1 1:G:327:GLU:N 2.38 0.56
1:G:150:LEU:HD21 1:G:363:ALA:CB 2.36 0.56
1:1:96: VAL:HG21 1:1:116:ALA:HB1 1.86 0.56
1:1:341:GLN:OE1 1:1:342:VAL:HG23 2.06 0.56
1:1:531:ASP:0OD2 2:J:298:LYS:HB2 2.05 0.56
2:J:464:MET:CE 2:J:519:PRO:HG3 2.33 0.56
1:K:400:GLY:H 1:K:463:LEU:HD11 1.70 0.56
1:K:54:VAL:HG11 1:K:64:VAL:HG11 1.85 0.56
1:K:54:VAL:HG13 1:K:64:VAL:HG11 1.85 0.56
2:1:421:HIS:HA 2:L:424:1L.YS:HD?2 1.87 0.56
1:A:169:LEU:CD2 1:A:313:ILE:HG22 2.36 0.56
2:F:84:ARG:CG 2:F:84:ARG:HH11 2.11 0.56
1:G:141:ALA:HA 1:G:144:GLU:HB3 1.87 0.56
1:G:259:GLN:OE1 | 1:G:320: THR:HG22 2.05 0.56
1:G:270: TYR:CE2 1:G:303:GLY:HA3 2.40 0.56
2:H:440:LEU:CD1 2:H:464:-MET:-HE2 2.34 0.56
2:H:447:ALA:H 3:I:801:BTI:HN3 1.52 0.56
2:J:476:GLU:OE2 2:J:477:GLN:HG3 2.06 0.56
2:J:521:TYR:CE1 2:J:525:ARG:CZ 2.89 0.56
1:K:590:LEU:HD13 | 1:K:598:LEU:CD1 2.35 0.56
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1:A:152:PRO:HG3 1:A:315:TYR:CZ 2.40 0.56
1:A:204:LEU:HD22 | 1:A:246:VAL:HG22 1.88 0.56
1:A:663:GLU:HG3 1:A:666:GLN:HB2 1.87 0.56
2:B:218:ALA:O 2:B:221:ALA:HB3 2.05 0.56
2:B:498:GLY:O 2:B:500:GLU:N 2.38 0.56
1:C:373:GLU:N 1:C:373:GLU:OE1 2.36 0.56
1:C:378:ASN:ND2 1:C:440: TRP:CH2 2.74 0.56
2:D:278:GLU:HG2 2:D:282:HIS:CE1 2.39 0.56
2:D:476:GLU:HA 2:D:510:LEU:HD21 1.86 0.56
1:E:185:ALA:O 1:E:186:GLN:O 2.24 0.56
1:E:397:PRO:HB3 1:E:432:PRO:HG3 1.87 0.56
2:F:362:.LEU:HD12 | 2:F:367:ILE:HD13 1.88 0.56
1:G:138:PHE:CE1 1:G:142:CYS:HB2 2.40 0.56
1:G:543:TRP:HB3 2:H:96:PRO:HB3 1.88 0.56
2:H:349:ALA:HB3 | 2:H:350:LEU:HD22 1.88 0.56
1:1:289:ALA:O 1:1:350:ILE:HG21 2.05 0.56
2:J:185:PHE:H 2:J:186:PRO:HD2 1.69 0.56
2:J:484:GLN:HA 2:J:484:GLN:NE2 2.19 0.56
2:D:202:SER:OG 2:J:560:VAL:HG23 2.06 0.56
2:J:68:GLY:O 2:J:70:ALA:N 2.39 0.56
1:K:602:VAL:O 1:K:602:VAL:HG12 2.06 0.56
2:L:313:PRO:HB2 2:1:316:GLU:HG3 1.88 0.56
1:A:431:ASP:C 1:A:431:ASP:0OD2 2.44 0.56
1:A:607:ARG:HB3 | 1:A:607:ARG:HH11 1.70 0.56
2:B:402:GLN:OFE1 2:B:452:MET:HB2 2.05 0.56
2:B:246:LEU:HD11 | 4:B:591:COA:O5P 2.06 0.56
1:C:278.ILE:HD11 1:C:484:LEU:CD2 2.35 0.56
1:C:387:TYR:H 1:C:466:ASN:ND2 2.03 0.56
1:C:562: ARG:HH11 1:C:562:ARG:CB 2.19 0.56
1:C:516: TRP:CH2 1:C:631:ALA:HB2 2.40 0.56
1:E:328:ARG:NH1 1:E:328:ARG:HG3 2.19 0.56
2:F:119:ILE:HG21 | 2:F:149:THR:HG22 1.87 0.56
2:F:440:LEU:HB2 2:F:464:-MET:HG3 1.88 0.56
1:G:281:ARG:HH21 | 1:G:395:PHE:HD2 1.53 0.56
1:1:251:LEU:O 1:1:327:GLU:HG2 2.05 0.56
1:K:51:ARG:HB2 1:K:122:ALA:HA 1.87 0.56
1:K:250:LEU:HD21 | 1:K:332:PHE:CE1l 2.41 0.56
2:L:53:VAL:HG12 2:L:57:ARG:CD 2.36 0.56
1:A:81:ASP:HB3 1:A:100:GLY:O 2.05 0.56
1:A:429:PHE:O 1:A:430:TYR:CD2 2.59 0.56
2:B:109: TYR:HE2 2:B:147:PRO:HD2 1.71 0.56
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2:B:146:TYR:N 2:B:149: THR:OG1 2.39 0.56
2:B:248:LYS:CG 2:B:254:VAL:HG22 2.36 0.56
2:B:248:LYS:HA 2:B:252:GLY:O 2.06 0.56
1:C:170:MET:HE1 1:C:309:ALA:HB1 1.87 0.56
2:D:234:ARG:HA 2:D:263:ALA:CB 2.36 0.56
2:D:562:ARG:HG3 | 2:D:562:ARG:NH1 2.20 0.56
1:E:607:ARG:NH1 1:E:607:ARG:HG3 2.21 0.56
2:F:389:GLU:OE2 | 2:L:560:VAL:HG12 2.05 0.56
1:G:345:PRO:HB2 1:G:438:ILE:HD13 1.87 0.56
2:H:234:ARG:HA 2:H:263:ALA:CB 2.36 0.56
2:J:49:MET:HG2 2:J:318: TYR:HA 1.88 0.56
1:A:345:PRO:CB 1:A:438:ILE:HD13 2.36 0.56
1:A:672:ALA:O 1:A:674:LEU:HG 2.06 0.56
2:B:159:ILE:N 2:B:159:ILE:HD12 2.21 0.56
2:B:417:GLY:C 2:B:419:ALA:N 2.57 0.56
1:C:175:VAL:O 1:C:177:LEU:HD12 2.06 0.56
1:C:342:VAL:HG11 1:C:385:ARG:CZ 2.36 0.56
1:E:263:ASP:HA 1:E:362:VAL:HG12 1.86 0.56
1:E:519:SER:HB2 1:E:613:ARG:NE 2.21 0.56
1:G:269:LEU:CD2 | 1:G:368:LEU:HD23 2.35 0.56
1:G:378:ASN:O 1:G:440:TRP:CZ3 2.59 0.56
1:G:488:PHE:CD2 1:G:488:PHE:C 2.79 0.56
2:H:213:MET:HE2 2:H:280:ASP:HA 1.88 0.56
2:H:233:VAL:CG1 2:H:279:ASP:HA 2.36 0.56
1:K:251:LEU:HG 1:K:328:ARG:NH1 2.20 0.56
2:B:178:LEU:HD12 | 2:L:482:LEU:HD13 1.87 0.56
1:A:384:VAL:CG1 | 1:A:470:LEU:HD22 2.36 0.56
1:A:695:LYS:O 1:A:695:LYS:HG2 2.04 0.56
2:B:119:ILE:HD11 2:B:153:HIS:ND1 2.21 0.56
2:D:484:GLN:HG2 2:J:245:PRO:HB3 1.88 0.56
1:G:384:VAL:HB 1:G:470:LEU:HD13 1.87 0.56
2:H:412:LYS:HG3 2:H:413:TYR:N 2.21 0.56
1:G:537:TRP:CE2 | 2:H:543:LEU:HD22 2.41 0.56
2:J:305:ARG:HH21 2:J:361:HIS:CG 2.24 0.56
2:J:449:ASN:OD1 2:J:454:GLY:HA3 2.05 0.56
2:J:444:SER:CB 2:J:470:1LE:HG13 2.34 0.56
2:L:164:ARG:HG2 2:L:164:ARG:O 2.06 0.56
2:1:462:LEU:C 2:L:462:LEU:HD23 2.26 0.56
1:A:497:LEU:N 1:A:498:PRO:CD 2.69 0.55
1:C:47:ARG:NH1 1:C:47:ARG:CB 2.69 0.55
1:C:49:ILE:CD1 1:C:364:ARG:CG 2.80 0.55
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2:D:224:PRO:HG3 | 2:D:239:ILE:HD13 1.88 0.55
1:E:596:ASP:HB3 1:E:612:LEU:HD23 1.88 0.55
1:G:50:GLN:HE21 1:G:123:GLN:NE2 2.03 0.55
2:J:121:ALA:HB2 2:J:134: VAL:HG12 1.87 0.55
2:J:243:GLY:N 2:J:246:LEU:HD13 2.20 0.55
2:B:194:ILE:CD1 2:B:194:1LE:N 2.68 0.55
1:E:150:LEU:CD2 1:E:359:GLN:HB3 2.34 0.55
1:E:388:ALA:HB2 | 1:E:434:LEU:HD11 1.89 0.55
1:G:52:LEU:HD22 1:G:360:ILE:HD11 1.87 0.55
1:G:611:ALA:CB 1:G:620:LEU:HD13 2.37 0.55
2:H:244:PRO:N 2:H:245:PRO:CD 2.69 0.55
2:H:291:VAL:CA 2:H:294:LEU:HD12 2.26 0.55
1:1:302:MET:HG2 1:1:331:PHE:CG 2.40 0.55
1:1:65:MET:CE 1:1:92:ALA:HB2 2.36 0.55
2:J:340:ASP:0OD2 2:J:538:ARG:NH2 2.38 0.55
1:K:408:ALA:HB1 1:K:457:GLU:OE1 2.05 0.55
1:K:440: TRP:C 1:K:440: TRP:CD1 2.79 0.55
1:A:346:VAL:HG12 | 1:A:383:GLU:HB2 1.88 0.55
2:B:247:VAL:HG22 | 2:B:253:GLU:OE2 2.07 0.55
2:B:467:ASN:N 2:B:467:ASN:ND2 2.52 0.55
1:C:260: VAL:HG22 1:C:319:GLY:O 2.06 0.55
2:D:71:ALA:CB 2:D:74:ARG:HD3 2.36 0.55
2:D:83:VAL:HG13 2:D:84:ARG:H 1.71 0.55
2:F:331:VAL:O 2:F:334:VAL:HG23 2.07 0.55
2:F:357:CYS:SG 2:F:370:LEU:HD23 2.46 0.55
1:I:469:PHE:HD1 1:1:497:LEU:HD21 1.70 0.55
2:D:193:ARG:NH1 2:J:456:ALA:O 2.36 0.55
2:L:193:ARG:O 2:L:193:ARG:HG3 2.05 0.55
1:A:448:ARG:HD3 1:A:474:.LEU:O 2.07 0.55
1:A:504:LEU:HB3 1:A:505:PRO:HD2 1.87 0.55
1:A:519:SER:HB2 1:A:613:ARG:HE 1.71 0.55
1:A:589:ARG:HG2 1:A:590:LEU:H 1.70 0.55
1:A:65:MET:HE1 1:A:88:HIS:O 2.06 0.55
1:C:448:ARG:HG2 | 1:C:474:LEU:HD22 1.88 0.55
1:C:561:ARG:CB 1:C:561:ARG:HH11 2.19 0.55
1:C:596:ASP:CB 1:C:612:LEU:HD23 2.35 0.55
2:D:50:LEU:HD23 2:D:50:LEU:O 2.07 0.55
2:F:362:LEU:HD12 2:F:367:ILE:CD1 2.37 0.55
1:G:200: TYR:OH 1:G:224:LEU:HD23 2.05 0.55
1:G:607:ARG:HB3 | 1:G:607:ARG:HH11 1.71 0.55
1:G:613:ARG:O 1:G:614:ARG:HD3 2.07 0.55
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2:H:231:VAL:HG22 2:H:275:HIS:HB?2 1.88 0.55
2:H:476:GLU:HA 2:H:510:LEU:CD2 2.36 0.55
1:1:525:ARG:CB 1:1:525:ARG:HH11 2.16 0.55
2:J:479:ALA:O 2:J:506:LYS:HE?2 2.06 0.55
2:L:288:ARG:HG2 | 2:L:288:ARG:HH21 1.71 0.55
2:1:435:PRO:HG3 | 2:L:460:ARG:HH22 1.71 0.55
2:B:239:ILE:O 2:B:266:HIS:CE1 2.59 0.55
1:C:398:ALA:HB2 1:C:464:ARG:NE 2.21 0.55
1:E:308:ARG:HH11 1:E:308:ARG:CG 2.11 0.55
1:C:446:GLU:OE1 1:E:71:LEU:HD22 2.07 0.55
2:F:398:LEU:CD1 2:F:434:VAL:HG21 2.35 0.55
1:1:449:GLN:OE1 1:K:364:ARG:NH2 2.40 0.55
1:1:79:HIS:HD?2 1:I:80:SER:O 1.89 0.55
1:K:504:LEU:HD23 1:K:505:PRO:CD 2.35 0.55
2:B:386:HIS:CD2 2:B:386:HIS:O 2.59 0.55
1:C:47:ARG:HE 1:C:148:LEU:HD21 1.72 0.55
1:E:108:LEU:HA 1:E:132:LEU:CD2 2.34 0.55
2:F:189:GLU:OE1 2:F:189:GLU:N 2.30 0.55
2:F:388:ILE:HD11 2:F:429:VAL:HG22 1.89 0.55
1:G:182:HIS:HB3 1:G:245:LEU:HD21 1.89 0.55
2:H:427:-THR:HB 2:H:561:PHE:HE?2 1.71 0.55
2:J:170:LEU:HD23 2:J:211:VAL:CG2 2.36 0.55
2:J:420:LYS:HE3 2:J:563:MET:O 2.07 0.55
1:K:169:LEU:N 1:K:169:LEU:HD12 2.22 0.55
1:K:429:PHE:CD2 1:K:429:PHE:N 2.71 0.55
1:K:66:ARG:HB2 1:K:66:ARG:NH1 2.08 0.55
1:A:427:SER:OG 1:A:428:PRO:HD2 2.07 0.55
1:A:491:ARG:C 1:A:493:GLN:H 2.10 0.55
1:A:534:HIS:O 2:B:363:HIS:HE1 1.90 0.55
2:B:264:ASP:0OD1 2:B:276:TYR:HE1 1.90 0.55
2:B:89:ARG:HD?2 2:B:281:ASP:OD1 2.06 0.55
1:C:513:ALA:HB2 | 1:.C:564:VAL:HG11 1.89 0.55
2:D:371:ALA:HB2 | 2:D:401:LEU:HD12 1.89 0.55
2:D:375:.1LE:HG22 2:D:376:LEU:N 2.18 0.55
1:E:300:ARG:HB3 | 1:E:300:ARG:HH11 1.71 0.55
1:G:103:PRO:O 1:G:108:LEU:HD12 2.06 0.55
1:1:278:1ILE:HG22 1:1:489:ILE:HD13 1.88 0.55
1:1:531:ASP:HB3 2:J:298:LYS:HB2 1.88 0.55
2:J:173:SER:OG 2:J:174:GLY:N 2.39 0.55
2:J:191:PHE:HA 2:J:194:.1LE:CD1 2.37 0.55
1:A:361:ARG:HH11 | 1:A:361:ARG:HG2 1.71 0.55
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1:A:392:GLU:C 1:A:394:ASP:H 2.10 0.55
1:A:532:ASP:O 1:A:535:SER:HB2 2.07 0.55
2:B:157:GLN:HB3 2:B:201:MET:HE1 1.89 0.55
1:C:263:ASP:HB3 1:C:362:VAL:CG1 2.35 0.55
1:C:170:MET:CE 1:C:309:ALA:HBI1 2.36 0.55
2:D:191:PHE:CE2 2:D:194:ILE:HD12 2.42 0.55
1:E:276:CYS:HB2 1:E:284:LYS:HZ2 1.72 0.55
1:E:401:ARG:HH11 | 1:E:401:ARG:HG2 1.71 0.55
2:F:121:ALA:HB2 | 2:F:134:VAL:HG13 1.89 0.55
2:F:412:LYS:HG3 2:F:413:TYR:N 2.22 0.55
1:G:364:ARG:HD?2 1:G:366:GLU:OFE1 2.07 0.55
1:G:426:VAL:HG21 | 1:G:463:LEU:CD1 2.36 0.55
1:1:47:ARG:HH11 1:1:47:ARG:HB2 1.71 0.55
1:1:47:ARG:HE 1:1:148:.LEU:CD2 2.20 0.55
1:K:163:LYS:HE2 1:K:167:LYS:NZ 2.22 0.55
1:K:448:ARG:HG?2 | 1:K:474:LEU:HD22 1.89 0.55
1:K:586:SER:O 1:K:587:GLN:HB2 2.06 0.55
2:L:167:CYS:HB2 2:L:208:GLN:HE22 1.72 0.55
1:A:302:MET:HG2 1:A:331:PHE:CE2 2.42 0.55
1:A:647:GLY:N 1:A:714:LEU:HB2 2.22 0.55
1:A:671:GLY:HA2 1:A:688:ALA:H 1.71 0.55
2:B:418:ILE:HG13 2:B:418:1LE:O 2.07 0.55
1:C:328:ARG:HH11 1:C:328:ARG:CG 2.19 0.55
1:C:549:ARG:HD3 1:C:568:HIS:O 2.07 0.55
2:D:164:ARG:HG2 2:D:164:ARG:O 2.05 0.55
2:D:192:GLY:HA2 2:D:195:PHE:HD2 1.68 0.55
2:D:498:GLY:O 2:D:500:GLU:N 2.40 0.55
1:E:621:GLU:HG3 1:E:626:LEU:HB2 1.88 0.55
1:G:153:PRO:HD2 1:G:156:ALA:HB3 1.89 0.55
2:H:344:PHE:CZ 2:H:358:GLY:HA3 2.42 0.55
2:J:161:LEU:HD13 2:J:201:MET:HG2 1.87 0.55
2:D:178:LEU:HD12 2:J:478:ALA:HBI1 1.88 0.55
1:K:320:THR:CG2 1:K:341:GLN:HG3 2.36 0.55
1:K:506:GLU:O 1:K:507:HIS:C 2.45 0.55
1:K:519:SER:HB2 1:K:613:ARG:HE 1.72 0.55
1:C:134:GLU:O 1:C:135:ASN:HB3 2.07 0.55
2:D:303:GLN:HE21 | 2:F:297:ARG:HB2 1.71 0.55
1:E:307:VAL:O 1:E:310:ALA:HB3 2.07 0.55
1:G:150:LEU:CD2 1:G:359:GLN:O 2.55 0.55
1:G:201:PRO:CG 1:G:328:ARG:NH2 2.70 0.55
2:H:211:VAL:O 2:H:211:VAL:HG12 2.07 0.55
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2:H:275:HIS:CE1 2:L:347:PHE:HA 2.36 0.55
1:1:263:ASP:HB3 1:1:362: VAL:HG12 1.88 0.55
1:1:273:GLU:OE1 1:1:273:GLU:N 2.40 0.55
2:J:533:ASP:O 2:J:534:PRO:C 2.45 0.55
2:J:538:ARG:HH11 2:J:538:ARG:CG 2.05 0.55
1:K:65:MET:SD 1:K:75:SER:HB3 2.47 0.55
1:C:225:ALA:O 1:C:228.LEU:HB3 2.07 0.54
1:C:601:ARG:HE 1:C:606: THR:HG23 1.71 0.54
2:D:498:GLY:C 2:D:500:GLU:H 2.10 0.54
1:E:357:ALA:O 1:E:361:ARG:HG3 2.08 0.54
1:E:350:ILE:HD12 1:E:377:LEU:CD1 2.37 0.54
1:E:541:ASP:HB2 | 1:E:549:ARG:HH21 1.70 0.54
1:K:254:ARG:HH22 | 1:K:292:PRO:HB2 1.71 0.54
1:K:61:ALA:O 1:K:65:MET:HB2 2.07 0.54
1:A:217:VAL:CG2 1:A:249:'TYR:HD1 2.20 0.54
1:C:169:LEU:HD23 | 1:C:313:ILE:HG12 1.87 0.54
1:C:278:ILE:HD11 | 1:C:484:LEU:HD21 1.89 0.54
1:C:613:ARG:HG2 1:C:614:ARG:N 2.23 0.54
2:D:317:LEU:HD22 | 2:D:334:VAL:HG13 1.89 0.54
1:E:516:TRP:CG 1:E:555:LEU:HD11 2.42 0.54
2:F:138:ALA:HB2 2:F:172:ASP:0OD2 2.07 0.54
2:F:187:ASP:0D2 2:H:151:LYS:NZ 2.32 0.54
1:1:328:ARG:CB 1:1:328:ARG:NH1 2.70 0.54
2:J:201:MET:CE 2:J:208: GLN:NE2 2.62 0.54
2:J:164:ARG:CB 2:J:551:ALA:HB2 2.37 0.54
1:K:384:VAL:HG13 | 1:K:470:LEU:HD22 1.87 0.54
2:L:441:1LE:HG22 2:L:465: TRP:CE3 2.42 0.54
1:A:463:LEU:CD2 1:A:464:ARG:H 2.21 0.54
1:C:375:VAL:O 1:C:375:VAL:HG23 2.08 0.54
2:D:469:ARG:HD2 2:D:517:GLY:0O 2.07 0.54
1:E:384:VAL:HG11 | 1:E:470:LEU:HD13 1.89 0.54
1:E:558:ARG:HD?2 1:E:560:GLU:OE2 2.07 0.54
2:F:245:PRO:HB3 | 2:H:481:VAL:HG13 1.88 0.54
2:H:59:LEU:O 2:H:59:LEU:HD12 2.07 0.54
1:1:302:MET:HG2 1:1:331:PHE:CD1 2.43 0.54
2:J:141:LYS:HG3 2:J:141:LYS:O 2.07 0.54
1:K:108:LEU:HA 1:K:132:LEU:HD11 1.88 0.54
1:K:47:ARG:HE 1:K:148:LEU:HD21 1.71 0.54
2:L:103:LEU:O 2:1:524:ALA:HA 2.07 0.54
2:L:402:GLN:HE22 2:L:449:ASN:ND2 2.05 0.54
2:L:74:ARG:NE 2:L:78:ARG:HH12 2.05 0.54
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2:1L:83:VAL:CG1 2:1L:84:ARG:H 2.16 0.54
1:A:109:ARG:NE 1:A:112:ARG:NH2 2.56 0.54
1:A:251:LEU:HD12 | 1:A:326:ASP:0D2 2.08 0.54
1:A:681:LYS:NZ 2:F:474.GLY:H 2.05 0.54
1:A:85:HIS:NE2 1:A:424:ASP:0OD1 2.40 0.54
1:C:509: TRP:CZ2 1:C:562:ARG:HG3 2.43 0.54
2:D:402:GLN:HE22 2:D:444:SER:CB 2.20 0.54
1:E:262:ALA:O 1:E:362:VAL:HG11 2.08 0.54
1:G:218:VAL:HG21 | 1:G:224:LEU:HD13 1.89 0.54
1:G:391:PRO:HD3 1:G:465: THR:O 2.07 0.54
2:H:274:ASP:0OD1 2:L:348:LYS:HE2 2.07 0.54
1:1:307:VAL:CG1 1:1:307:VAL:O 2.56 0.54
1:1:589:ARG:HG2 1:1:590:LEU:H 1.71 0.54
1:K:172:GLU:OE2 1:K:172:GLU:O 2.24 0.54
2:L:144:THR:HG21 | 4:L:591:COA:C5A 2.38 0.54
1:A:71:.LEU:O 1:A:71:LEU:HD23 2.06 0.54
2:B:225:ALA:0O 2:1:562:ARG:HD2 2.07 0.54
2:B:56:LEU:O 2:B:60:LEU:HG 2.08 0.54
1:C:129:TYR:CD2 1:C:342:VAL:HA 2.43 0.54
1:E:605:VAL:O 1:E:605:VAL:CG2 2.54 0.54
2:F:325:SER:HB3 2:F:326:LYS:NZ 2.23 0.54
1:G:362:VAL:CG2 1:G:363:ALA:N 2.71 0.54
2:H:247:VAL:HG22 | 2:H:253:GLU:OE2 2.07 0.54
2:J:103:LEU:O 2:J:524:ALA:HA 2.07 0.54
2:J:161:LEU:HD13 2:J:201:MET:SD 2.48 0.54
2:J:491:GLU:C 2:J:493:ALA:H 2.09 0.54
2:L:444:SER:HB3 2:1:449:ASN:HD22 1.72 0.54
1:A:446:GLU:O 1:A:450:ARG:HB2 2.08 0.54
1:A:681:LYS:HG3 1:A:681:LYS:O 2.06 0.54
2:B:375:.ILE:HG21 2:B:408:MET:HB2 1.90 0.54
2:B:465: TRP:HB3 | 2:B:467:ASN:HD21 1.70 0.54
2:B:420:LYS:HE3 2:B:563:MET:O 2.06 0.54
1:C:165:ALA:O 1:C:168:ALA:HB3 2.08 0.54
1:C:254:ARG:HH12 1:C:293:GLY:H 1.56 0.54
1:A:446:GLU:OE1 1:.C:71:LEU:HD21 2.08 0.54
2:D:233:VAL:HG13 2:D:279:ASP:CA 2.38 0.54
2:D:339:VAL:CG2 2:D:342:SER:HA 2.37 0.54
2:D:89:ARG:NH2 2:D:89:ARG:HG3 2.19 0.54
1:E:587:GLN:HB3 1:E:588:TYR:CD1 2.40 0.54
2:F:408:MET:O 2:F:418:ILE:HD13 2.08 0.54
1:G:186:GLN:HE22 | 1:G:189:GLU:HB3 1.73 0.54
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Atom-1 Atom-2 distance (A) | overlap (A)
2:H:119:ILE:CG2 2:H:152:LYS:HD3 2.38 0.54
1:K:270:TYR:H 1:K:372:GLN:NE2 1.94 0.54
2:L:98:LEU:HD21 2:1.:463: TRP:HZ2 1.71 0.54
1:A:280:ARG:HG2 1:A:280:ARG:O 2.07 0.54
1:A:496:LEU:C 1:A:498:PRO:HD3 2.27 0.54
2:B:271:GLY:O 2:F:348:LYS:NZ 2.33 0.54
1:E:129:TYR:CD2 1:E:342:VAL:HA 2.43 0.54
1:E:169:LEU:N 1:E:169:LEU:CD1 2.71 0.54
1:E:450:ARG:O 1:E:453:ALA:HB3 2.07 0.54
2:F:233:VAL:HG11 2:F:236:GLN:NE2 2.23 0.54
1:G:607:ARG:HG3 1:1:94:ILE:HG12 1.89 0.54
2:J:90:LEU:HD21 2:J:168:ILE:HD13 1.89 0.54
2:J:234:ARG:HA 2:J:263:ALA:HB3 1.87 0.54
2:J:277:ALA:HB2 2:J:286:ILE:HD12 1.90 0.54
2:J:366:PRO:O 2:J:397.:PRO:HD2 2.08 0.54
1:K:175:VAL:CG2 1:K:309:ALA:HB2 2.27 0.54
1:K:69:ARG:CB 1:K:69:ARG:HH11 2.18 0.54
1:A:136:ALA:HB1 1:A:154:ALA:HB1 1.90 0.54
1:A:414:ARG:HB2 1:A:454:MET:SD 2.48 0.54
1:A:689:PRO:O 1:A:690:HIS:ND1 2.40 0.54
1:E:114:ILE:O 1:E:118:LEU:HB2 2.07 0.54
1:E:187:ASP:C 1:E:189:GLU:H 2.11 0.54
1:E:188:LEU:CD2 1:E:228:LEU:HD23 2.38 0.54
1:E:271:LEU:O 1:E:272:ASN:HB2 2.08 0.54
1:E:392:GLU:O 1:E:394:ASP:N 2.41 0.54
2:F:362:LEU:HD21 | 2:F:538:ARG:HG3 1.90 0.54
2:J:432:ALA:HA 2:J:556: THR:HG21 1.88 0.54
1:K:365:GLY:O 1:K:366:GLU:O 2.26 0.54
2:1:136:ASN:OD1 2:L:136:ASN:N 2.41 0.54
2:1:429:VAL:CG1 2:L:430:ALA:N 2.70 0.54
2:L:87:ILE:N 2:L:87:ILE:HD12 2.23 0.54
1:A:313:ILE:HD11 1:A:315:TYR:HD2 1.72 0.54
2:B:212:VAL:O 2:B:233:VAL:HG23 2.08 0.54
2:D:487:ARG:NH2 | 2:D:502:GLU:OE2 2.41 0.54
1:E:114:ILE:HD11 1:E:138:PHE:CE1 2.43 0.54
1:E:611:ALA:CB 1:E:620:LEU:HD13 2.36 0.54
2:F:153:HIS:ND1 2:F:194:1LE:HD13 2.23 0.54
2:F:184:VAL:O 2:F:191:PHE:HB2 2.08 0.54
2:F:44:ALA:O 2:F:47:ALA:HB3 2.07 0.54
2:F:57:ARG:CG 2:F:57:ARG:HH11 2.16 0.54
1:G:331:PHE:O 1:G:332:PHE:CD2 2.61 0.54
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Atom-1 Atom-2 distance (A) | overlap (A)
2:H:178:LEU:HD12 | 4:H:591:COA:NGA 2.22 0.54
2:J:141:LYS:HZ1 2:J:177:ASN:ND2 2.06 0.54
1:K:391:PRO:HG3 1:K:466:ASN:HA 1.89 0.54
1:K:587:GLN:C 1:K:588:TYR:CD1 2.81 0.54
1:A:170:MET:SD 1:A:309:ALA:CB 2.96 0.54
2:B:423:ALA:HB1 2:L:226:MET:HG3 1.89 0.54
1:C:200:TYR:O 1:C:202:VAL:HG12 2.07 0.54
1:C:397:PRO:HB3 1:C:432:PRO:HG3 1.89 0.54
1:E:504:LEU:HB3 1:E:505:PRO:CD 2.31 0.54
2:F:388:ILE:HG21 2:F:428:ALA:HB1 1.90 0.54
2:F:74:ARG:HG2 2:F:74:ARG:O 2.07 0.54
1:G:156:ALA:O 1:G:159:ALA:HB3 2.08 0.54
1:1:505:PRO:HB3 1:1:507:HIS:CB 2.37 0.54
1:1:509: TRP:CH2 1:1:562: ARG:HG3 2.43 0.54
1:K:351: THR:OG1 1:K:352:GLY:N 2.41 0.54
1:K:415:ARG:CD 1:K:438:ILE:HD13 2.23 0.54
1:K:590:LEU:HD12 1:K:597:ASP:O 2.07 0.54
1:A:513:ALA:CB 1:A:566:LEU:HD21 2.39 0.53
1:A:79:HIS:HD2 1:A:80:SER:O 1.91 0.53
2:B:154:LEU:HD23 | 2:B:157:GLN:NE2 2.22 0.53
1:C:505:PRO:CB 1:C:507:HIS:HB2 2.34 0.53
1:E:270: TYR:CD1 1:E:372:GLN:NE2 2.76 0.53
1:E:378:ASN:O 1:E:440: TRP:HH2 1.91 0.53
2:H:335:ILE:O 2:H:339:VAL:HG22 2.08 0.53
2:H:425:LEU:O 2:H:429:VAL:HG23 2.09 0.53
2:J:272:VAL:HG12 2:J:272:VAL:O 2.07 0.53
1:K:508:PHE:HB2 1:K:622: TRP:CE2 2.42 0.53
1:A:290:PRO:HD2 1:A:380:HIS:ND1 2.23 0.53
2:B:381:ALA:HB1 2:B:425:LEU:HB2 1.90 0.53
1:C:443: THR:HG23 1:C:446:GLU:H 1.73 0.53
1:E:258:ILE:O 1:E:320: THR:HA 2.07 0.53
1:E:418:SER:HB2 1:E:435:ALA:HB2 1.89 0.53
1:E:278:ILE:HG21 1:E:473:ILE:HD11 1.89 0.93
1:E:600:SER:O 1:E:606:THR:HA 2.08 0.53
1:G:448:ARG:HG3 1:G:479:PHE:CE1 2.43 0.53
1:G:487:GLY:O 1:G:490:ALA:HB3 2.08 0.53
1:1:621:GLU:HG3 1:1:625:GLU:O 2.08 0.53
1:I:60:ILE:O 1:1:64:VAL:HG12 2.08 0.53
2:J:145:TYR:CD2 2:J:191:PHE:HE1 2.26 0.53
2:J:329:TYR:OH 2:J:441:1ILE:HD13 2.07 0.53
2:1:332:ARG:HH22 | 2:L:353: THR:HG22 1.72 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:445:GLU:OE2 1:A:448:ARG:NH2 2.41 0.53
2:B:421:HIS:HA 2:B:424:LYS:HE3 1.90 0.53
1:C:148:LEU:HD23 1:C:148:.LEU:N 2.23 0.53
1:C:203:LEU:HD23 1:C:205:LYS:HZ2 1.67 0.53
1:C:350:ILE:HA 1:C:440:TRP:CZ3 2.39 0.53
1:E:440: TRP:CD1 1:E:440: TRP:C 2.81 0.53
2:F:192:GLY:HA2 2:F:195:PHE:HD2 1.72 0.53
1:G:559:ASP:C 1:G:560:GLU:HG3 2.28 0.53
1:1:106:SER: O 1:1:108:LEU:N 2.41 0.53
1:1:343:GLU:C 1:1:345:PRO:HD2 2.28 0.53
1:1:414:ARG:HB3 1:1:454:MET:SD 2.48 0.53
1:K:384:VAL:HG11 | 1:K:470:LEU:HD22 1.88 0.53
2:B:56:LEU:HG 2:B:60:LEU:HD11 1.91 0.53
1:C:108:LEU:HD23 | 1:C:132:LEU:HD11 1.88 0.53
1:C:547.LEU:HD23 1:C:547.LEU:N 2.23 0.53
1:E:520:GLU:O 1:E:522:GLY:N 2.41 0.53
2:F:313:PRO:HB2 2:F:316:GLU:HG3 1.89 0.53
2:F:375:ILE:N 2:F:375:ILE:HD12 2.05 0.53
2:F:484:GLN:O 2:F:488:GLU:HG3 2.08 0.53
2:H:36:ASN:ND2 2:H:38:ARG:HD3 2.23 0.53
2:J:298:LYS:HD3 2:J:550:ASN:HA 1.89 0.53
2:J:414:GLU:OE1 2:J:414:GLU:HA 2.07 0.53
2:J:499:VAL:HG12 2:J:499:VAL:O 2.08 0.53
2:L:192:GLY:HA2 2:L:195:PHE:CD2 2.43 0.53
2:L:445:PHE:HA 2:L:471:GLY:O 2.08 0.53
2:B:289:ARG:O 2:B:292:ALA:HB3 2.09 0.53
2:B:326:LYS:NZ 2:B:405: THR:HG23 2.23 0.53
1:C:131:PHE:HB3 | 1:C:132:LEU:HD22 1.90 0.53
1:C:388:ALA:HB3 1:C:432:PRO:HB2 1.91 0.53
2:D:400:PHE:HB2 | 2:D:438: THR:HG22 1.86 0.53
1:E:489:.ILE:HG23 1:E:490:ALA:N 2.24 0.53
2:H:306:ALA:O 2:H:308:ARG:HG3 2.08 0.53
2:H:502:GLU:O 2:H:502:GLU:HG2 2.08 0.53
1:1:49:ILE:N 1:1:49:ILE:HD12 2.22 0.53
2:J:109:TYR:N 2:J:109:TYR:CD1 2.77 0.53
2:J:465: TRP:HB3 2:J:467:ASN:ND2 2.24 0.53
1:K:129:TYR:CD2 1:K:342:VAL:HA 2.44 0.53
1:K:108:LEU:HA 1:K:132:LEU:CD1 2.39 0.53
1:K:344:HIS:CE1 1:K:345:PRO:HD3 2.43 0.53
1:K:35&8:TRP:HD1 1:K:361:ARG:HD2 1.72 0.53
1:K:613:ARG:O 1:K:614:ARG:HD2 2.08 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:361:ARG:NH1 1:A:361:ARG:CG 2.72 0.53
2:D:431:CYS:HB2 2:D:558:PHE:HD2 1.74 0.53
2:F:57:ARG:CG 2:F:57:ARG:NH1 2.72 0.53
2:F:78:ARG:HH22 2:H:492:ARG:NH1 2.06 0.53
2:H:57:ARG:NH1 2:H:57:ARG:HG3 2.16 0.53
1:1:491:ARG:C 1:1:493:GLN:H 2.11 0.53
1:A:172:GLU:OE2 1:A:172:GLU:O 2.26 0.53
1:A:292:PRO:HG2 1:A:484:LEU:CD1 2.38 0.53
1:A:360:ILE:O 1:A:364:ARG:HG3 2.08 0.53
1:C:197:ARG:O 1:C:198:.1LE:HG13 2.09 0.53
1:C:178:VAL:HG22 | 1:C:332:PHE:HB3 1.89 0.53
2:F:376:LEU:HG 2:F:404:ILE:HD13 1.89 0.53
1:G:271:LEU:O 1:G:272:ASN:HB2 2.07 0.53
2:H:378:ALA:H 2:H:418:ILE:CD1 2.21 0.53
1:K:140:ARG:CZ 1:K:140:ARG:CB 2.79 0.53
1:K:405:TYR:HD1 | 1:K:460:VAL:HG13 1.73 0.53
1:K:55:ALA:HB1 1:K:113:ILE:HD13 1.89 0.53
2:L:155:ARG:NE 2:L:159:.ILE:HD11 2.24 0.53
1:A:545:SER:O 2:B:536:GLN:NE2 2.28 0.53
1:A:586:SER:O 1:A:587:GLN:CB 2.48 0.53
2:D:224:PRO:CG 2:D:239:ILE:HD13 2.38 0.53
1:E:181:TYR:CD1 1:E:182:HIS:N 2.76 0.53
1:E:444:ARG:NH2 1:E:479:PHE:CE1 277 0.53
2:F:67:GLY:N 2:F:139: THR:OG1 2.35 0.53
1:G:232:GLN:HG2 1:G:233:ARG:CZ 2.39 0.53
1:1:611:ALA:HB2 1:1:620:LEU:HD13 1.90 0.53
2:J:123:ILE:HD13 2:J:165:LEU:HD11 1.91 0.53
2:J:417:GLY:C 2:J:419:ALA:N 2.61 0.53
2:1.:520: TYR:H 2:L:520: TYR:HD?2 1.57 0.53
1:A:191:PHE:CE2 | 1:A:228:LEU:HD11 2.44 0.53
1:A:391:PRO:HD3 1:A:465: THR:O 2.08 0.53
1:A:380:HIS:CD2 1:A:444:ARG:HD2 2.44 0.53
2:B:85:GLU:OE1 2:B:85:GLU:HA 2.09 0.53
1:C:478:ALA:CB 1:C:488:PHE:HE1 2.21 0.53
2:D:188:ARG:HH11 | 2:D:188:ARG:CG 2.22 0.53
2:D:45:ASN:OD1 2:D:322:PRO:HA 2.08 0.53
1:E:251:LEU:H 1:E:251:LEU:CD1 2.10 0.53
1:E:63:ARG:HH12 | 1:E:356:VAL:HG21 1.73 0.53
2:F:192:GLY:HA3 2:H:450: TYR:CZ 2.44 0.53
2:F:65:GLU:O 2:F:72:GLN:NE2 2.41 0.53
1:G:516:TRP:CD1 | 1:G:553:LEU:HD22 2.44 0.53
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1:G:65:MET:HG3 1:G:75:SER:CB 2.38 0.53
2:H:521:TYR:CE1 2:H:525:ARG:NH1 2.77 0.53
2:J:145:TYR:CD1 2:J:149:THR:HB 2.37 0.53
2:J:178:.LEU:HG 4:J:591:COA:H61A 1.73 0.53
2:J:461:PHE:CD1 2:J:544:ALA:HBI1 2.44 0.53
1:K:278:ILE:HG23 1:K:488:PHE:HD2 1.73 0.53
1:K:567:ARG:HD3 1:K:567:ARG:N 2.24 0.53
2:L:425:LEU:HD21 2:L:451:GLY:O 2.09 0.53
2:L:536:GLN:O 2:L:540:VAL:HG23 2.08 0.53
1:A:76:VAL:HG13 1:A:94:ILE:HB 1.91 0.53
1:C:296:ALA:O 1:C:300:ARG:HG2 2.09 0.53
2:D:437:PHE:HE1 2:D:544:ALA:HB1 1.74 0.53
2:H:109:TYR:OH 2:H:147:PRO:HB2 2.09 0.53
2:H:213:MET:HA 2:H:233:VAL:CG2 2.39 0.53
1:1:103:PRO:O 1:I:108:LEU:HD12 2.09 0.53
2:1:334:VAL:HG12 | 2:1:338:LEU:HD11 1.91 0.53
1:A:138:PHE:CE1 1:A:142:CYS:HB2 2.44 0.52
1:A:694:VAL:HG11 | 1:A:697:LEU:HD22 1.91 0.52
1:C:47:ARG:O 1:C:364:ARG:HB3 2.08 0.52
1:C:421:ARG:HG2 1:C:424:ASP:0OD2 2.09 0.52
1:C:451:LEU:HD23 | 1:C:474:LEU:HD11 1.90 0.52
1:C:508:PHE:O 1:C:509:TRP:C 2.47 0.52
1:E:550:GLU:HA 1:E:567:ARG:CD 2.39 0.52
2:F:484:GLN:HE22 | 2:F:487:ARG:NH?2 2.07 0.52
1:G:152:PRO:CD 1:G:157:ILE:HD11 2.22 0.52
1:G:194:GLU:C 1:G:196:GLY:N 2.60 0.52
1:G:254:ARG:NH2 | 1:G:292:PRO:HD2 2.22 0.52
1:G:344:HIS:N 1:G:345:PRO:CD 2.73 0.52
1:G:482:ALA:O 1:G:484:LEU:HD12 2.09 0.52
1:G:508:PHE:HA 1:G:622:TRP:CZ3 2.44 0.52
2:H:390:LEU:O 2:H:394:ARG:HG3 2.09 0.52
1:I:517:LEU:HD11 2:J:94:GLY:HA3 1.90 0.52
2:L:288:ARG:NH2 2:L:288:ARG:HG2 2.24 0.52
1:A:203:LEU:O 1:A:204:LEU:HD23 2.07 0.52
1:A:304:GLU:HA 1:A:307:VAL:HG12 1.91 0.52
1:A:150:LEU:HD21 1:A:363:ALA:CB 2.38 0.52
1:A:506:GLU:HA 1:A:506:GLU:OE1 2.09 0.52
2:B:230: THR:OG1 2:L:562:ARG:NH2 2.41 0.52
1:C:201:PRO:O 1:C:249:TYR:HB3 2.09 0.52
2:F:402:GLN:HE22 2:F:449:ASN:HA 1.72 0.52
2:H:49:MET:CE 2:H:321:ILE:HG21 2.38 0.52
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2:J:211:VAL:CG1 2:J:231:VAL:HB 2.39 0.52
1:K:52:LEU:HD11 1:K:126:HIS:HB2 1.90 0.52
1:A:309:ALA:O 1:A:312:ALA:HB3 2.09 0.52
2:B:312:TYR:N 2:B:312:TYR:CD1 2.77 0.52
2:B:83:VAL:HG13 2:B:84:ARG:HG3 1.92 0.52
2:D:324:ASP:0O 2:D:327:GLN:HB2 2.09 0.52
2:D:400:PHE:CB 2:D:438: THR:CG2 2.83 0.52
2:D:82:LEU:H 2:D:82:LEU:HD12 1.72 0.52
1:E:486: THR:HG22 1:E:486:THR:O 2.09 0.52
2:F:157:GLN:NE2 2:F:197:ASN:HB2 2.25 0.52
2:F:354: THR:HG22 2:F:375:ILE:N 2.24 0.52
1:G:152:PRO:HG2 1:G:338: THR:HB 1.91 0.52
1:G:519:SER:HB2 1:G:613:ARG:HE 1.72 0.52
1:I:251:LEU:HD21 1:1:328:ARG:HH?22 1.74 0.52
2:J:462:LEU:HD23 2:J:462:LEU.C 2.29 0.52
2:J:473:MET:HE2 2:J:477:GLN:HB3 1.92 0.52
2:L:59:LEU:HD22 2:L:520: TYR:CE1 2.44 0.52
1:A:678:GLU:O 1:A:678:GLU:CD 2.48 0.52
2:B:201:MET:HB3 | 2:B:208:GLN:HE21 1.72 0.52
1:C:308:ARG:HG3 | 1:C:308:ARG:NH1 2.24 0.52
2:F:352:GLY:HA3 2:F:379:GLU:HB3 1.90 0.52
1:G:404:LEU:CD2 | 1:G:612:LEU:HD11 2.40 0.52
2:H:309:ALA:O 2:H:310:PRO:O 2.27 0.52
2:H:30:ILE:HG22 2:H:31:LEU:N 2.24 0.52
2:H:81:LEU:HD23 2:H:82:LEU:H 1.75 0.52
1:1:400:GLY:H 1:1:463:LEU:HD11 1.75 0.52
2:J:486:LYS:HD?2 2:J:489:GLN:NE2 2.24 0.52
1:A:268:CYS:O 1:A:307:VAL:HG21 2.09 0.52
1:A:153:PRO:CD 1:A:316:VAL:HG23 2.36 0.52
2:B:231:VAL:CG2 2:B:286:1ILE:HG21 2.40 0.52
2:B:82:LEU:H 2:B:82:LEU:CD1 2.09 0.52
1:C:485:ASP:0D2 1:C:487:GLY:N 2.37 0.52
2:D:397:PRO:HA 2:D:434:VAL:CG2 2.39 0.52
2:D:44:ALA:O 2:D:47:ALA:HB3 2.09 0.52
2:D:431:CYS:O 2:D:556: THR:HG23 2.10 0.52
1:E:598:LEU:HD12 1:E:599:VAL:N 2.24 0.52
2:F:289:ARG:O 2:F:292:ALA:HB3 2.09 0.52
1:G:152:PRO:HB2 1:G:157:ILE:HG12 1.92 0.52
1:G:196:GLY:O 1:G:198:ILE:N 2.41 0.52
1:G:523:HIS:ND1 1:G:524:ARG:N 2.58 0.52
2:F:181:GLN:OE1 | 2:H:472:VAL:HG12 2.10 0.52
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Atom-1 Atom-2 distance (A) | overlap (A)
1:1:438:ILE:N 1:1:438:ILE:HD12 2.24 0.52
1:1:562:ARG:HH11 1:1:562:ARG:CB 2.08 0.52
1:1:618:.LEU:C 1:1:618:LEU:HD12 2.29 0.52
2:L:102:ALA:C 2:L:104:ALA:H 2.11 0.52
2:L:114:VAL:HG12 2:L:140:VAL:CG1 2.39 0.52
2:L:114:VAL:HG11 2:L:146: TYR:CZ 2.44 0.52
2:L:277:ALA:HB2 2:L:286:ILE:CD1 2.40 0.52
1:A:165:ALA:O 1:A:169:LEU:HD13 2.09 0.52
1:A:556:ARG:HH11 | 1:A:556:ARG:HG2 1.74 0.52
1:C:465: THR:CG2 1:C:466:ASN:N 2.72 0.52
2:B:303:GLN:NE2 2:D:297:ARG:HB2 2.25 0.52
1:E:470:LEU:HA 1:E:473:ILE:CG2 2.40 0.52
1:E:491:ARG:HD2 1:E:492:HIS:CE1 2.45 0.52
2:F:526:LEU:C 2:F:528:ASP:H 2.10 0.52
2:F:71:ALA:HA 2:F:74:ARG:HB3 1.90 0.52
1:G:504:LEU:O 1:G:505:PRO:O 2.28 0.52
2:H:234:ARG:HA 2:H:263:ALA:HB3 1.92 0.52
1:1:154:ALA:HA 1:1:157:ILE:HD12 1.91 0.52
1:K:269:LEU:HD23 1:K:269:LEU:N 2.24 0.52
2:L:155:ARG:HE 2:L:159:ILE:HD11 1.74 0.52
1:A:346:VAL:CG2 1:A:347:THR:N 2.72 0.52
1:C:69:ARG:HB3 1:C:69:ARG:HH11 1.74 0.52
2:D:313:PRO:HD2 2:D:316:GLU:OE1 2.10 0.52
1:E:547:LEU:CD2 1:E:547:LEU:N 2.73 0.52
1:E:531:ASP:0OD2 2:F:298:LYS:HG3 2.10 0.52
2:F:339:VAL:HG23 2:F:342:SER:HA 1.90 0.52
2:F:476:GLU:HA 2:F:479:ALA:HB3 1.92 0.52
2:H:279:ASP:C 2:H:279:ASP:0OD2 2.48 0.52
2:J:211:VAL:HG13 2:J:231:VAL:HB 1.89 0.52
2:J:29:ALA:O 2:J:343:GLU:HA 2.09 0.52
2:J:381:ALA:HA 2:J:425:LEU:HD22 1.92 0.52
1:K:135:ASN:HD21 | 1:K:138:PHE:HB2 1.74 0.52
2:L:109:TYR:OH 2:L:147:PRO:HB2 2.08 0.52
1:A:444:ARG:HG2 | 1:A:444:ARG:NH1 2.24 0.52
2:B:432:ALA:HA 2:B:556: THR:HG21 1.91 0.52
2:D:239:ILE:O 2:D:266:HIS:NE2 2.39 0.52
2:D:252:GLY:O 2:D:253:GLU:HB3 2.09 0.52
2:D:481:VAL:HG12 2:J:245:PRO:CB 2.39 0.52
1:E:169:LEU:HD23 | 1:E:313:ILE:HG22 1.91 0.52
1:C:605:VAL:HG12 1:E:96:VAL:CG1 2.39 0.52
2:F:508:PRO:O 2:F:511:GLU:HG3 2.09 0.52
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Atom-1 Atom-2 distance (A) | overlap (A)
1:G:217:VAL:HG23 | 1:G:249:TYR:HD1 1.74 0.52
2:H:171:VAL:CG2 2:H:212:VAL:HA 2.36 0.52
2:D:472:VAL:HG12 | 2:J:181:GLN:HB2 1.92 0.52
1:K:408:ALA:CB 1:K:457:GLU:HB2 2.37 0.52
2:L:265:VAL:O 2:L:269:VAL:HG23 2.09 0.52
2:L:338:LEU:HD22 | 2:L:537:THR:HG22 1.92 0.52
1:A:605:VAL:O 1:A:605:VAL:CG2 2.56 0.52
2:B:201:MET:HB3 2:B:208:GLN:NE2 2.25 0.52
1:C:251:LEU:CD2 1:C:328:ARG:HE 2.23 0.52
1:C:395:PHE:C 1:C:397:PRO:HD3 2.30 0.52
2:D:324:ASP:HB3 2:D:327:GLN:HB2 1.91 0.52
1:E:396:LEU:O 1:E:398:ALA:N 2.43 0.52
2:F:74:ARG:NH2 2:F:78:ARG:NH1 2.58 0.52
1:G:302:MET:HG2 1:G:331:PHE:CZ 2.44 0.52
2:H:231:VAL:HG11 | 2:H:283:ALA:HBI1 1.92 0.52
1:1:391:PRO:HG2 1:1:468:ALA:HB3 1.91 0.52
2:J:300:GLY:O 2:J:301:GLN:HB2 2.10 0.52
1:K:123:GLN:O 1:K:148:LEU:HG 2.10 0.52
1:K:302:MET:HG2 1:K:331:PHE:CG 2.45 0.52
1:C:203:LEU:HG 1:C:204:LEU:N 2.25 0.52
1:C:252:LYS:CG 1:C:485:ASP:HB3 2.40 0.52
2:F:449:ASN:OD1 2:F:454:GLY:HA3 2.11 0.52
2:F:54:ASN:O 2:F:58: THR:HG23 2.10 0.52
2:H:220:GLY:O 2:H:224:PRO:HD?2 2.10 0.52
2:H:75:HIS:CE1 2:H:80:LYS:HE2 2.43 0.52
1:1:344:HIS:N 1:1:345:PRO:HD3 2.25 0.52
1:1:623:GLU:OE1 1:1:623:GLU:CA 2.58 0.52
2:J:297:ARG:HB3 2:J:297:ARG:NH1 2.25 0.52
1:K:455:LEU:HD12 | 1:K:474:LEU:HD12 1.90 0.52
1:A:217:VAL:HG21 | 1:A:249:TYR:CD1 2.45 0.51
1:A:622: TRP:O 1:A:622: TRP:CD1 2.63 0.51
2:B:274:ASP:OD1 2:F:348:LYS:HE2 2.10 0.51
2:B:449:ASN:0OD1 2:B:454:GLY:HA3 2.09 0.51
2:B:75:HIS:C 2:B:77:ALA:N 2.64 0.51
1:C:469:PHE:HE2 1:C:473:ILE:HD12 1.68 0.51
2:D:351:PHE:HE2 2:D:379:GLU:HB3 1.75 0.51
1:G:78:VAL:HB 1:G:98:.LEU:HD21 1.92 0.51
1:1:269:LEU:HB3 1:1:372:GLN:NE2 2.25 0.51
1:1:54:VAL:HG21 1:1:64:VAL:HG13 1.92 0.51
2:H:303:GLN:NE2 2:J:297:ARG:CD 2.73 0.51
1:K:537:TRP:HB3 2:L:125:ARG:HG2 1.91 0.51
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2:1:402: GLN:HE22 | 2:L:449:ASN:HD22 1.58 0.51
1:A:201:PRO:CD 1:A:328:ARG:HH21 2.19 0.51
1:A:358:TRP:CH2 | 1:A:370:LEU:HD12 2.45 0.51
1:C:278:ILE:N 1:C:278:ILE:HD12 2.03 0.51
1:C:152:PRO:HG2 1:C:338: THR:HB 1.91 0.51
1:C:339:ARG:HH11 | 1:C:339:ARG:HG3 1.74 0.51
2:D:211:VAL:CG1 2:D:231:VAL:HB 2.39 0.51
2:D:362:LEU:HD23 2:D:362:LEU:C 2.29 0.51
1:E:278:ILE:HG23 1:E:488:PHE:CD?2 2.45 0.51
2:F:185:PHE:CD2 2:H:472:VAL:HA 2.45 0.51
2:F:398:LEU:HD12 2:F:398:LEU:N 2.25 0.51
1:G:446:GLU:HG3 1:I.71:LEU:HD21 1.91 0.51
1:G:508:PHE:O 1:G:509: TRP:C 2.48 0.51
2:H:407:PHE:CE1 2:H:447:ALA:HB3 2.45 0.51
1:1:599:VAL:CG2 1:1:608:ARG:HD3 2.41 0.51
2:J:369:ILE:HG12 2:J:399:LEU:HD23 1.92 0.51
2:L:82:LEU:HD12 2:1:82:LEU:N 2.24 0.51
1:C:289:ALA:O 1:C:350:ILE:HG21 2.10 0.51
1:C:175:VAL:HG21 | 1:C:309:ALA:HB2 1.92 0.51
1:C:319:GLY:HA2 1:C:339:ARG:O 2.10 0.51
2:D:289:ARG:O 2:D:292:ALA:HB3 2.10 0.51
2:D:339:VAL:HG22 2:D:342:SER:HA 1.91 0.51
2:D:472:VAL:CG1 2:J:181:GLN:CB 2.83 0.51
2:F:347:PHE:O 2:F:348:LYS:C 2.47 0.51
1:G:189:GLU:HG3 1:G:190: THR:N 2.24 0.51
1:G:47:ARG:HG3 1:G:48:SER:N 2.25 0.51
2:H:248:LYS:HA 2:H:252:GLY:O 2.10 0.51
2:H:392:CYS:SG 2:H:556: THR:HG21 2.50 0.51
1:1:380:HIS:NE2 1:1:444:ARG:HD2 2.24 0.51
2:J:36:ASN:HD22 2:J:37:PRO:HD2 1.74 0.51
2:J:424:.LYS:NZ 2:J:562:ARG:O 2.43 0.51
2:J:87:ILE:HG22 2:J:88:ASN:N 2.26 0.51
1:K:63:ARG:NH2 1:K:356:VAL:CG2 2.73 0.51
1:A:283:GLN:NE2 1:A:389:GLU:OFE1 2.44 0.51
1:A:339:ARG:NH1 | 1:A:339:ARG:HG3 2.23 0.51
1:A:360:ILE:O 1:A:360:ILE:HG22 2.10 0.51
1:A:150:LEU:CD2 1:A:363:ALA:CB 2.88 0.51
2:D:386:HIS:O 2:D:386:HIS:HD2 1.93 0.51
1:E:229:SER:O 1:E:231:ALA:N 2.42 0.51
1:E:350:ILE:HD12 | 1:E:377:LEU:HD11 1.92 0.51
1:E:533:PRO:C 1:E:535:SER:H 2.13 0.51
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2:F:408:MET:HG3 2:F:413: TYR:CE2 2.45 0.51
1:G:114:ILE:HD11 1:G:145:ALA:CB 2.40 0.51
1:G:202:VAL:CG2 1:G:247.GLU:O 2.59 0.51
2:H:339:VAL:HG11 2:H:360:ALA:CB 2.40 0.51
2:H:378:ALA:N 2:H:418:ILE:HD11 2.25 0.51
2:H:532:ILE:O 2:H:534:PRO:HD3 2.10 0.51
1:1:104:ALA:CA 1:1:108:LEU:HD12 2.37 0.51
1:1:274:ARG:NH1 1:1:347: THR:OG1 2.40 0.51
1:1:390:ASP:OD1 1:1:393:GLY:HA3 2.09 0.51
1:1:543: TRP:HB3 2:J:96:PRO:HB3 1.92 0.51
1:K:392:GLU:C 1:K:394:ASP:H 2.14 0.51
1:K:489:ILE:HG23 1:K:490:ALA:N 2.26 0.51
2:L:152:LYS:HA 2:L:526:LEU:HD21 1.93 0.51
1:A:186:GLN:NE2 1:A:187:ASP:N 2.50 0.51
1:A:255:HIS:HE1 1:A:322:GLU:HG2 1.75 0.51
1:A:346:VAL:CG1 1:A:383:GLU:HB2 2.41 0.51
2:B:248:LYS:HG2 2:B:254:VAL:HG22 1.92 0.51
1:C:156:ALA:O 1:C:159:ALA:HB3 2.10 0.51
1:C:405:TYR:HD1 | 1:C:460:VAL:HG13 1.76 0.51
1:C:47:ARG:HG3 1:C:48:SER:N 2.24 0.51
1:E:280:ARG:HD3 1:E:283:GLN:NE2 2.26 0.51
2:F:484:GLN:NE2 2:F:487:ARG:NH1 2.58 0.51
1:G:134:GLU:O 1:G:135:ASN:HB3 2.10 0.51
1:G:354:ASP:0D2 1:G:357:ALA:HB2 2.11 0.51
1:1:444:ARG:CG 1:1:444:ARG:HH11 2.23 0.51
1:I:509: TRP:CD2 1:1:562: ARG:HD3 2.45 0.51
2:J:171:VAL:CG1 2:J:212:VAL:HG13 2.41 0.51
2:J:467:ASN:H 2:J:467:ASN:ND2 2.09 0.51
2:J:483:ALA:HB3 2:J:506:LYS:HE3 1.91 0.51
1:K:164:SER:.OG 1:K:165:ALA:N 2.43 0.51
2:1:294:LEU:O 2:1:295:ASN:C 2.45 0.51
1:A:221:GLU:CG 1:A:222:ALA:N 2.74 0.51
1:A:508:PHE:O 1:A:510:GLN:N 2.44 0.51
1:A:590:LEU:HD12 1:A:597:ASP:O 2.10 0.51
2:B:500:GLU:O 2:B:504:LYS:HD3 2.11 0.51
1:C:344:HIS:CG 1:C:345:PRO:HD3 2.44 0.51
1:C:497:.LEU:N 1:C:498:PRO:HD3 2.25 0.51
1:C:71:LEU:HD23 1:C:71:LEU:O 2.11 0.51
2:D:487:ARG:HA | 2:D:497:LEU:HD13 1.91 0.51
2:D:526:LEU:C 2:D:528:ASP:H 2.14 0.51
2:F:433:ARG:N 2:F:556: THR:HG23 2.25 0.51
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1:G:378:ASN:O 1:G:440:TRP:HZ3 1.94 0.51
2:H:161:.LEU:HD22 | 2:H:201:MET:HG3 1.93 0.51
2:H:486:LYS:HG2 2:H:505:ILE:CD1 2.40 0.51
2:J:217:THR:HG22 2:J:240:PHE:HE1 1.76 0.51
2:J:486:LYS:HG3 2:J:497:LEU.-HD22 1.93 0.51
1:K:143:GLU:HA 1:K:147:LEU:O 2.10 0.51
2:L:347:PHE:CE2 2:L:348:LYS:HG2 2.45 0.51
1:A:187:ASP:OD1 1:A:189:GLU:N 2.44 0.51
1:A:269:LEU:HD23 | 1:A:368:LEU:HD13 1.93 0.51
1:A:273:GLU:HG2 1:A:274:ARG:N 2.25 0.51
1:A:695:LYS:O 1:A:696:ALA:CB 2.58 0.51
2:B:231:VAL:HG21 2:B:286:ILE:CG2 2.41 0.51
2:B:284:LEU:O 2:B:287:ALA:HB3 2.10 0.51
2:B:533:ASP:HB3 | 2:B:536:GLN:HE21 1.76 0.51
2:B:89:ARG:CG 2:B:89:ARG:NH2 2.70 0.51
1:C:138:PHE:CE1 1:C:142:CYS:HB2 2.45 0.51
1:C:563:CYS:SG 1:C:565:ARG:NH2 2.83 0.51
1:G:114:ILE:HD11 | 1:G:147:LEU:HD13 1.93 0.51
1:G:249:TYR:CD2 1:G:250:LEU:N 2.69 0.51
2:H:457'TYR:N 2:H:457:TYR:CD2 2.78 0.51
2:D:389:GLU:CG 2:H:560:VAL:HG13 2.39 0.51
2:J:435:PRO:HD3 2:J:553:1ILE:HG23 1.92 0.51
1:K:140:ARG:NH1 1:K:140:ARG:CB 2.72 0.51
1:K:304:GLU:O 1:K:307:VAL:HG12 2.10 0.51
1:K:357:ALA:O 1:K:361:ARG:HG3 2.11 0.51
2:B:479:ALA:HB2 2:B:509:ILE:CG2 2.40 0.51
1:C:522:GLY:O 1:C:523:HIS:CB 2.57 0.51
2:D:192:GLY:HA3 2:J:450: TYR:CZ 2.46 0.51
1:E:387:TYR:HB2 1:E:466:ASN:ND2 2.25 0.51
2:F:45:ASN:0OD1 2:F:322:PRO:HA 2.10 0.51
1:G:231:ALA:HB3 1:G:244:MET:CE 2.36 0.51
2:H:191:PHE:HD2 2:H:192:GLY:N 2.09 0.51
2:J:299:GLN:HG2 2:J:552:PRO:HB3 1.93 0.51
2:L:298:LYS:HG2 2:L:550:ASN:HA 1.92 0.51
1:A:148:LEU:N 1:A:148:LEU:HD23 2.25 0.51
1:C:299:ARG:O 1:C:301:ALA:N 2.44 0.51
1:C:344:HIS:CE1 1:C:345:PRO:HD3 2.46 0.51
1:C:348:GLU:OE1 1:C:415:ARG:NH1 2.40 0.51
1:C:387: TYR:C 1:C:389:GLU:H 2.14 0.51
1:C:101:ALA:HB1 1:C:429:PHE:CD1 2.46 0.51
2:D:216:CYS:SG 2:D:220:GLY:O 2.69 0.51
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2:D:403:ASN:HA 2:D:443:GLY:H 1.76 0.51
2:D:457:TYR:CD2 2:D:457TYR:N 2.79 0.51
2:D:486:LYS:HG2 2:D:505:1LE:CD1 2.41 0.51
2:F:217.THR:CG2 2:F:240:PHE:HE1 2.10 0.51
2:F:331:VAL:HG21 2:F:371:ALA:HB1 1.92 0.51
1:G:150:LEU:CD2 1:G:363:ALA:CB 2.85 0.51
1:G:320: THR:HG21 | 1:G:341:GLN:HB2 1.93 0.51
1:G:473:ILE:CB 1:G:496:LEU:HD13 2.39 0.51
2:H:246:LEU:H 2:H:246:LEU:CD1 2.18 0.51
2:H:298:LYS:HE3 2:H:550:ASN:ND2 2.26 0.51
1:I:251:LEU:HD11 1:1:328:ARG:HH22 1.72 0.51
1:I:497:LEU:N 1:1:498:PRO:CD 2.74 0.51
1:1:602: VAL:HG23 1:1:605: VAL:O 2.11 0.51
2:J:299:GLN:CG 2:J:552:PRO:HD3 2.40 0.51
2:L:441:1LE:HG22 2:L:465: TRP:CE2 2.46 0.51
1:C:252:LYS:HG3 1:C:485:ASP:HB3 1.92 0.51
1:C:62:CYS:HB3 1:C:91:GLU:OE1 2.11 0.51
2:D:258:GLU:HG3 2:D:258:GLU:O 2.10 0.51
2:D:440:LEU:HD12 | 2:D:464:MET:HG3 1.91 0.51
2:F:192:GLY:HA3 2:H:450: TYR:CE1 2.46 0.51
2:F:216:CYS:HB3 2:F:239:ILE:HA 1.91 0.51
2:F:346:GLU:HG3 2:F:357:CYS:0O 2.11 0.51
1:G:179:PRO:O 1:G:248:LYS:HB2 2.10 0.51
1:G:251:LEU:O 1:G:252:LYS:C 2.50 0.51
1:G:448:ARG:HG3 1:G:479:PHE:HE1 1.74 0.51
2:H:420:LYS:O 2:H:423:ALA:HB3 2.10 0.51
1:1:159:ALA:C 1:1:161:GLY:H 2.14 0.51
2:J:189:GLU:O 2:J:189:GLU:CD 2.50 0.51
1:K:307:VAL:O 1:K:311:GLN:NE2 2.44 0.51
2:1:132:MET:HE1 2:L:156:ALA:HA 1.93 0.51
2:L:308:ARG:NH2 2:1.:343:GLU:OE1 2.44 0.51
1:A:194:GLU:C 1:A:196:GLY:N 2.63 0.50
1:A:278:ILE:H 1:A:278:ILE:CD1 2.06 0.50
1:A:320: THR:HG21 | 1:A:341:GLN:HB2 1.93 0.50
1:A:508:PHE:O 1:A:509: TRP:C 2.48 0.50
1:A:65:-MET:CE 1:A:88:HIS:O 2.58 0.50
1:A:78:VAL:HB 1:A:98:LEU:HD21 1.94 0.50
2:B:326:LYS:NZ 2:B:405: THR..CG2 2.74 0.50
1:C:431:ASP:OD1 1:C:432:PRO:HD2 2.11 0.50
2:D:59:LEU:O 2:D:63:ILE:HG13 2.11 0.50
1:E:437:LEU:HD23 | 1:E:455:LEU:HD?23 1.93 0.50
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2:F:108:VAL:HG11 2:F:148:LEU:CD1 2.40 0.50
1:G:411:GLY:H 1:G:414:ARG:HG3 1.76 0.50
1:1:289:ALA:HA 1:1:290:PRO:C 2.30 0.50
2:J:171:VAL:O 2:J:171: VAL:HG12 2.09 0.50
1:K:76:VAL:HA 1:K:94:ILE:O 2.10 0.50
2:L:147:PRO:HA 2:1:184:VAL:HG22 1.93 0.50
1:A:263:ASP:HB3 | 1:A:362:VAL:HG12 1.92 0.50
2:D:357:CYS:SG 2:D:370:LEU:HG 2.51 0.50
2:D:53:VAL:O 2:D:57:ARG:CG 2.59 0.50
1:E:541:ASP:CB 1:E:549:ARG:NH2 2.74 0.50
2:F:247:VAL:O 2:F:250:ALA:HB3 2.12 0.50
1:G:51:ARG:CD 1:G:121:GLY:O 2.59 0.50
1:G:437:LEU:HD23 | 1:G:455:LEU:CD2 2.41 0.50
1:K:324:LEU:HB3 1:K:334:MET:CE 2.41 0.50
1:K:353:LEU:HD22 | 1:K:358:TRP:CZ2 2.47 0.50
1:K:466:ASN:ND2 | 1:K:470:LEU:HD11 2.26 0.50
1:A:258:ILE:O 1:A:320: THR:HA 2.10 0.50
2:B:33: THR:CG2 2:B:35:ILE:HG13 2.40 0.50
1:E:167:LYS:HE3 1:E:177:LEU:CD2 2.24 0.50
1:E:193:ARG:HG2 | 1:E:193:ARG:HH11 1.76 0.50
1:E:323:PHE:CE1 1:E:331:PHE:HD1 2.30 0.50
1:E:541:ASP:CB 1:E:549:ARG:HH21 2.25 0.50
1:E:614:ARG:HB2 1:E:619:PHE:HE1 1.77 0.50
2:F:83:VAL:CG1 2:F:84:ARG:H 2.20 0.50
1:G:135:ASN:ND2 1:G:137:ASP:0D2 2.44 0.50
1:G:328:ARG:HB2 1:G:330:GLN:OE1 2.11 0.50
2:H:317:LEU:CA 2:H:320:VAL:HG23 2.37 0.50
2:H:472:VAL:HG22 | 2:H:473:MET:HG2 1.94 0.50
1:1:315:TYR:HD1 1:1:316:VAL:N 2.09 0.50
1:1:54:VAL:O 1:1:54: VAL:CG1 2.59 0.50
2:J:191:PHE:HD2 2:J:192:GLY:N 2.08 0.50
2:J:234:ARG:C 2:J:235:GLU:HG2 2.31 0.50
2:J:252:GLY:O 2:J:253:GLU:O 2.29 0.50
2:J:179:PRO:CD 4:J:591:COA:H2A 2.40 0.50
1:K:315: TYR:OH 1:K:338: THR:HA 2.12 0.50
1:K:411:GLY:O 1:K:412:PRO:C 2.49 0.50
1:K:516:TRP:CD2 | 1:K:555:LEU:HD21 2.47 0.50
1:K:54:VAL:HG11 1:K:61:ALA:HA 1.93 0.50
2:B:187:ASP:O 2:B:190:HIS:HB2 2.11 0.50
2:B:87:ILE:HD11 2:B:120:VAL:CG1 2.42 0.50
2:D:440:LEU:HD13 2:D:464:MET:SD 2.51 0.50
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1:G:289:ALA:O 1:G:350:ILE:HG21 2.11 0.50
2:H:403:ASN:ND2 2:H:442:GLY:HA3 2.27 0.50
1:1:285:VAL:HG12 1:1:286: VAL:CG2 2.41 0.50
1:1:254:ARG:HH22 1:1:293:GLY:H 1.59 0.50
2:J:484:GLN:HE21 2:J:484:GLN:CA 2.18 0.50
2:J:59:LEU:O 2:J:63:ILE:HG13 2.11 0.50
1:K:613:ARG:O 1:K:614:ARG:CD 2.59 0.50
1:A:427:SER:OG 1:A:428:PRO:N 2.45 0.50
1:C:292:PRO:HG2 1:C:484:LEU:CD1 2.42 0.50
2:D:161:LEU:HD12 2:D:161:LEU:O 2.11 0.50
2:D:417:GLY:C 2:D:419:ALA:N 2.64 0.50
2:D:488:GLU:O 2:D:492:ARG:HG2 2.11 0.50
1:E:263:ASP:HA 1:E:362: VAL:CG1 2.41 0.50
1:E:380:HIS:CE1 1:E:444:ARG:HD2 2.47 0.50
1:E:555:LEU:HD22 | 1:E:629:1LE:HG22 1.94 0.50
2:D:26:SER:CB 2:F:289:ARG:NH1 2.75 0.50
2:F:498:GLY:C 2:F:500:GLU:N 2.64 0.50
2:F:90:LEU:HD12 2:F:288:ARG:HG3 1.92 0.50
1:G:400:GLY:H 1:G:463:LEU:HD21 1.77 0.50
2:H:277:ALA:HB2 2:H:286:ILE:HD12 1.92 0.50
1:1:258:ILE:CD1 1:1:303:GLY:HA2 2.38 0.50
2:J:206:1LE:O 2:J:206:1LE:HG22 2.12 0.50
1:K:280:ARG:HG3 1:K:395:PHE:CD2 2.46 0.50
2:L:157:GLN:NE2 2:L:197:ASN:CB 2.75 0.50
2:L:255:VAL:HG13 | 2:L:259:GLU:OE1 2.11 0.50
2:B:50:LEU:HD23 2:B:54:ASN:ND2 2.26 0.50
1:C:276:CYS:CB 1:C:284:LYS:HD3 2.42 0.50
2:F:485:VAL:HA 2:F:488:GLU:OFE1 2.12 0.50
1:G:140:ARG:NH1 1:G:144:GLU:OE2 2.44 0.50
1:G:605:VAL:CG2 1:G:605:VAL:O 2.53 0.50
1:G:460:VAL:O 1:G:626:LEU:HD23 2.11 0.50
1:1:299:ARG:C 1:1:301:ALA:N 2.65 0.50
2:D:78:ARG:HH22 | 2:J:492:ARG:HH22 1.59 0.50
1:K:129:TYR:O 1:K:129:TYR:HD1 1.94 0.50
1:K:107:'TYR:HB2 1:K:131:PHE:CE1 2.46 0.50
2:1:321:1LE:HD13 2:L:329:TYR:CE2 2.47 0.50
2:1:426:VAL:O 2:1:429:VAL:HG12 2.11 0.50
1:A:204:LEU:HD21 | 1:A:246:VAL:HG22 1.93 0.50
1:A:281:ARG:HH21 | 1:A:395:PHE:HD2 1.60 0.50
1:C:77:ALA:O 1:C:95:ALA:HA 2.11 0.50
2:D:161:LEU:HB2 2:D:201:MET:HE1 1.94 0.50
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2:D:521:TYR:CD1 | 2:D:525:ARG:NH1 2.80 0.50
1:C:544:ARG:HH21 | 2:D:88:ASN:HD21 1.58 0.50
1:E:351: THR:OG1 1:E:352:GLY:N 2.45 0.50
1:E:440: TRP:CG 1:E:441:GLY:N 2.79 0.50
1:G:177:LEU:HD23 1:G:177:.LEU:N 2.26 0.50
2:H:317:LEU:O 2:H:318:TYR:C 2.49 0.50
1:1:103:PRO:C 1:I:108:LEU:HD12 2.31 0.50
1:1:178:VAL:HG13 1:I:332:PHE:HB3 1.93 0.50
2:J:109: TYR:CE2 2:J:147:PRO:HD2 2.45 0.50
1:K:141:ALA:HA 1:K:144:GLU:OE2 2.11 0.50
1:K:441:GLY:HA2 | 1:K:450:ARG:HH21 1.75 0.50
1:K:50:GLN:HB2 1:K:123:GLN:OE1 2.11 0.50
1:A:299:ARG:C 1:A:301:ALA:N 2.65 0.50
2:B:35:ILE:HD12 2:B:337:ARG:NH2 2.26 0.50
2:B:362:LEU:HD21 2:B:541:.LEU:HB2 1.94 0.50
2:B:87:ILE:HD11 2:B:120:VAL:HG11 1.93 0.50
1:C:263:ASP:C 1:C:265:HIS:H 2.15 0.50
2:D:331:VAL:HG11 | 2:D:371:ALA:HB1 1.93 0.50
2:D:487:ARG:HG3 2:D:487:ARG:O 2.12 0.50
2:F:393:GLN:HG2 2:F:393:GLN:O 2.10 0.50
2:F:487:ARG:CG 2:F:487:ARG:O 2.58 0.50
2:H:272:VAL:O 2:H:272:VAL:HG12 2.11 0.50
2:F:242:ALA:HB2 | 2:H:409:VAL:HG11 1.93 0.50
1:1:469:PHE:HA 1:1:472:ARG:HE 1.76 0.50
2:J:518:HIS:CD2 2:J:520:TYR:H 2.29 0.50
1:A:59:GLU:HB3 1:A:419:GLY:N 2.26 0.50
1:A:699:CYS:HA 1:A:703:GLU:OFE1 2.11 0.50
2:B:36:ASN:OD1 2:B:39:SER:N 2.45 0.50
2:B:466:PRO:HD3 2:B:532:ILE:O 2.12 0.50
1:C:135:ASN:O 1:C:135:ASN:CG 2.50 0.50
2:D:154:.LEU:HA 2:D:157:GLN:HG3 1.94 0.50
2:D:457:TYR:N 2:D:457:TYR:HD?2 2.08 0.50
1:E:131:PHE:HD1 1:E:131:PHE:N 2.09 0.50
1:E:139:ALA:O 1:E:143:GLU:HB2 2.11 0.50
1:E:346:VAL:HG13 | 1:E:383:GLU:HB2 1.94 0.50
2:F:324:ASP:0OD1 2:F:324:ASP:C 2.50 0.50
2:F:476:GLU:OE2 2:F:477:GLN:N 2.45 0.50
1:G:205:LYS:CE 1:G:245:LEU:HD13 2.41 0.50
2:F:241:LEU:HD12 2:H:418:ILE:CG2 2.41 0.50
1:I:107:'TYR:O 1:I:113:ILE:HD11 2.12 0.50
1:1:299:ARG:C 1:1:301:ALA:H 2.15 0.50
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1:1:352:GLY:O 1:1:353:LEU:HD23 2.11 0.50
1:1:392:GLU:O 1:1:394:ASP:N 2.44 0.50
2:J:375:ILE:O 2:J:376:LEU:HB2 2.12 0.50
1:K:412:PRO:CB 1:K:450:ARG:HH11 2.25 0.50
1:K:557:CYS:O 1:K:558:ARG:C 2.50 0.50
1:K:618:LEU:O 1:K:618:LEU:HD23 2.11 0.50
1:K:508:PHE:HB2 1:K:622:TRP:CZ2 2.47 0.50
1:K:63:ARG:HH22 | 1:K:356:VAL:HG23 1.77 0.50
2:1.:324:ASP:O 2:L:327:GLN:HB2 2.12 0.50
2:L:87:1ILE:H 2:L:87ILE:HD12 1.76 0.50
1:A:569:ALA:O 1:A:571:PRO:HD3 2.12 0.49
1:A:76:VAL:HG13 1:A:94:ILE:CG2 2.41 0.49
2:B:240:PHE:CE1 2:B:243:GLY:HA2 2.47 0.49
1:C:269:LEU:HD13 | 1:C:375:VAL:CG1 2.42 0.49
2:D:397:PRO:HA 2:D:434:VAL:HG23 1.94 0.49
1:E:264:ARG:C 1:E:265:HIS:HD2 2.16 0.49
2:F:372:ASN:ND2 2:F:404:1LE:HD13 2.27 0.49
2:F:46:ALA:O 2:F:50:LEU:HB2 2.13 0.49
2:F:487:ARG:HH11 2:F:487:ARG:CB 2.25 0.49
1:G:160:MET:CE 1:G:313:ILE:HG21 2.42 0.49
1:G:446:GLU:O 1:G:450:ARG:HB2 2.12 0.49
1:G:81:ASP:C 1:G:83:ASP:H 2.15 0.49
1:1:274:ARG:HG2 1:1:289:ALA:HB2 1.94 0.49
2:1:194:1LE:N 2:L:194:ILE:CD1 2.74 0.49
1:A:257:GLU:OFE1 1:A:343:GLU:OE2 2.30 0.49
1:A:445:GLU:O 1:A:449:GLN:HB2 2.12 0.49
1:A:677:LEU:HD21 | 1:A:711:LEU:HD11 1.94 0.49
1:A:702:GLY:O 1:A:704:LEU:HG 2.12 0.49
2:B:213:MET:HE2 2:B:280:ASP:HA 1.93 0.49
1:C:149:PHE:CE1 1:C:151:GLY:HA3 2.47 0.49
1:C:553:LEU:HD12 | 1:C:566:LEU:HD11 1.93 0.49
1:E:297:GLU:O 1:E:300:ARG:HG3 2.13 0.49
2:F:525:ARG:O 2:F:526:LEU:-HB2 2.12 0.49
2:F:298:LYS:HE3 2:F:550: ASN:ND2 2.27 0.49
1:G:159:ALA:C 1:G:161:GLY:H 2.15 0.49
1:G:339:ARG:HG3 1:G:340:LEU:O 2.12 0.49
1:1:289:ALA:CB 1:1:350:ILE:HD13 2.41 0.49
2:J:189:GLU:C 2:J:189:GLU:CD 2.71 0.49
1:K:132:LEU:HD23 | 1:K:138:PHE:CE2 2.46 0.49
1:K:63:ARG:NH1 1:K:356:VAL:HG21 2.26 0.49
1:K:516: TRP:HA 1:K:618:LEU:CD1 2.43 0.49
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1:A:549:ARG:HG3 | 1:A:549:ARG:HH11 1.77 0.49
1:A:613:ARG:O 1:A:614:ARG:HD3 2.11 0.49
2:B:44:ALA:O 2:B:47:ALA:HB3 2.12 0.49
2:D:163:ASN:OD1 2:D:460:ARG:NH1 2.43 0.49
2:D:418:1LE:HG23 2:D:419:ALA:N 2.26 0.49
2:D:66:GLY:C 2:D:68:GLY:H 2.16 0.49
2:D:71:ALA:HB1 2:D:74:ARG:HD3 1.93 0.49
1:E:550:GLU:HA 1:E:567:ARG:HD3 1.94 0.49
2:F:294:LEU:O 2:F:295:ASN:C 2.50 0.49
2:F:301:GLN:HE21 2:F:301:GLN:HA 1.77 0.49
2:F:476:GLU:O 2:F:480:GLY:N 2.45 0.49
1:G:569:ALA:O 1:G:571:PRO:HD3 2.12 0.49
2:H:205:GLY:O 2:H:207:PRO:HD3 2.13 0.49
2:H:403:ASN:HA 2:H:443:GLY:H 1.76 0.49
1:1:308:ARG:HG3 1:1:308:ARG:NH1 2.22 0.49
2:J:242:ALA:O 2:J:260:LEU:HD21 2.13 0.49
1:K:253:PRO:HB2 1:K:324:LEU:HG 1.93 0.49
1:K:321:VAL:HA 1:K:336:MET:HG2 1.94 0.49
1:K:407:GLU:HA 1:K:458: THR:HG22 1.93 0.49
2:L:538:ARG:CG 2:L:538:ARG:NH1 2.70 0.49
1:A:496:LEU:C 1:A:497:LEU:HD23 2.32 0.49
1:A:501:GLN:HE21 1:A:504:LEU:HG 1.77 0.49
1:C:320: THR:HG21 | 1:C:341:GLN:HB2 1.94 0.49
1:C:365:GLY:O 1:C:366:GLU:O 2.30 0.49
1:C:50:GLN:OE1 1:C:50:GLN:N 2.45 0.49
1:E:333:PHE:CE1 1:E:335:GLU:HA 2.48 0.49
1:E:516:TRP:O 1:E:519:SER:OG 2.25 0.49
1:E:532:ASP:O 1:E:535:SER:HB2 2.13 0.49
1:E:63:ARG:HG3 1:E:63:ARG:NH1 2.28 0.49
2:F:225:ALA:O 2:H:562:ARG:CD 2.59 0.49
2:F:264:ASP:0D2 2:F:268:LYS:HE3 2.12 0.49
2:F:311:LEU:.CG 2:F:342:SER:HB2 2.41 0.49
1:G:220:ARG:HE 1:G:220:ARG:HA 1.77 0.49
1:G:287:GLU:HG2 1:G:343:GLU:HG3 1.95 0.49
1:G:519:SER:HB2 | 1:G:613:ARG:HH21 1.78 0.49
1:G:546:ALA:HB3 2:H:60:LEU:HD12 1.93 0.49
1:G:54:VAL:HG12 1:G:54:VAL:O 2.13 0.49
2:J:538:ARG:CG 2:J:538:ARG:NH1 2.66 0.49
1:K:125:ILE:HG13 | 1:K:147:LEU:HD13 1.92 0.49
2:1:248:LYS:HA 2:L:252:GLY:O 2.11 0.49
2:L:74:ARG:HH21 2:L:78:ARG:NH2 2.10 0.49
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1:A:187:ASP:O 1:A:191:PHE:HB2 2.13 0.49
1:A:508:PHE:CE1 | 1:A:627:LEU:HD12 2.48 0.49
2:B:431:CYS:O 2:B:433:ARG:HG2 2.12 0.49
2:D:272:VAL:O 2:D:272:VAL:CG1 2.59 0.49
1:E:101:ALA:CB 1:E:429:PHE:HE1 2.10 0.49
1:E:49:ILE:CD1 1:E:49:ILE:N 2.74 0.49
2:F:284:LEU:O 2:F:287:ALA:HB3 2.13 0.49
1:1:47:ARG:NH1 1:1:47:ARG:HB2 2.26 0.49
1:1:496:LEU:O 1:1:497:LEU:HD23 2.12 0.49
1:A:261:PHE:CD1 1:A:358:TRP:CE3 2.96 0.49
2:B:81:LEU:HD11 2:B:89:ARG:HH?21 1.77 0.49
1:C:403:MET:CE 1:C:462:GLY:HA3 2.43 0.49
2:D:157:GLN:O 2:D:201:MET:HE1 2.12 0.49
2:D:201:MET:CG 2:D:206:ILE:HD12 2.41 0.49
2:D:347:PHE:HA 2:F:275:HIS:HE1 1.76 0.49
2:D:441:.1LE:HG22 2:D:465: TRP:CE3 2.48 0.49
1:E:131:PHE:CD1 1:E:131:PHE:N 2.81 0.49
1:E:107:TYR:HB3 1:E:131:PHE:HD2 1.78 0.49
1:E:389:GLU:HA 1:E:397:PRO:HA 1.94 0.49
1:E:440: TRP:CD1 1:E:441:GLY:N 2.80 0.49
2:F:250:ALA:O 2:F:252:GLY:N 2.45 0.49
1:G:217:VAL:CG2 | 1:G:249:TYR:HD1 2.25 0.49
2:H:123:ILE:HA 2:H:131:CYS:O 2.12 0.49
1:1:384:VAL:HG13 1:1:470: LEU:HD22 1.95 0.49
1:1:79:HIS:CD2 1:I:80:SER:O 2.66 0.49
2:J:176:ALA:O 2:J:178:LEU:N 2.46 0.49
2:J:377:PHE:CA 2:J:418:1ILE:HD11 2.41 0.49
2:J:473:MET:CE 2:J:477:GLN:HB3 2.43 0.49
2:J:50:LEU:C 2:J:50:LEU:HD23 2.33 0.49
1:K:466:ASN:HD21 | 1:K:470:LEU:HD11 1.78 0.49
1:A:513:ALA:HB1 | 1:A:566:LEU:HD21 1.94 0.49
2:B:247:VAL:HG23 | 2:L:409:VAL:HG23 1.94 0.49
1:C:344:HIS:N 1:C:345:PRO:CD 2.76 0.49
1:C:619:PHE:CE2 1:C:628:ALA:HB2 2.47 0.49
2:D:232:MET:0O 2:D:277:ALA:HB3 2.12 0.49
1:E:125:1LE:CD1 1:E:147:LEU:HD13 2.42 0.49
1:E:465: THR:CG2 1:E:467:LEU:H 2.11 0.49
1:E:46:TYR:CE1 1:E:364:ARG:HB3 2.47 0.49
1:E:56:ASN:ND2 1:E:60:ILE:HG21 2.27 0.49
1:G:103:PRO:C 1:G:108:LEU:HD12 2.33 0.49
1:G:261:PHE:CZ 1:G:318:ALA:HB2 2.47 0.49
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1:G:261:PHE:CD1 1:G:358: TRP:CE3 2.99 0.49
2:H:444:SER:CB 2:H:449:ASN:HD22 2.25 0.49
1:1:333:PHE:CE1 1:1:335:GLU:HA 2.48 0.49
1:1:102:LYS:HD3 1:1:429:PHE:HD2 1.78 0.49
2:J:408:MET:HG2 2:J:413:TYR:CD1 2.47 0.49
2:J:536:GLN:O 2:J:537:THR:C 2.49 0.49
1:K:101:ALA:HB1 1:K:429:PHE:CD1 2.45 0.49
2:1:429:VAL:HG13 2:1:430:ALA:N 2.28 0.49
1:A:589:ARG:O 1:A:598:LEU:HD12 2.12 0.49
1:A:63:ARG:NH2 1:A:356:VAL:HG23 2.27 0.49
1:A:671:GLY:HA2 1:A:688:ALA:N 2.28 0.49
2:B:185:PHE:H 2:B:186:PRO:HD2 1.78 0.49
1:C:269:LEU:CD2 1:C:370:LEU:O 2.61 0.49
1:C:446:GLU:O 1:C:450:ARG:HB2 2.12 0.49
1:C:491:ARG:HD2 1:C:492:HIS:CE1 2.48 0.49
2:D:440:LEU:CB 2:D:464:MET:HG3 2.42 0.49
1:E:251:LEU:HD11 | 1:E:328:ARG:NH2 2.27 0.49
2:F:338:LEU:HD21 | 2:F:537:THR:CG2 2.42 0.49
1:G:168:ALA:O 1:G:171:GLU:HB2 2.13 0.49
1:G:198:ILE:O 1:G:248:LYS:NZ 2.40 0.49
1:G:534:HIS:HB3 2:H:307:PRO:HG2 1.94 0.49
2:H:305:ARG:HH11 | 2:H:305:ARG:CB 2.08 0.49
2:H:335:ILE:HD13 2:H:344:PHE:CE1 2.47 0.49
2:H:520:TYR:CD2 2:H:520: TYR:N 2.80 0.49
1:I:114:ILE:HD11 1:1:142:CYS:HA 1.94 0.49
1:1:389:GLU:O 1:1:390:ASP:HB2 2.12 0.49
1:.1:82:ILE:HG13 1:1:83:ASP:OD1 2.13 0.49
2:J:36:ASN:HD22 2:J:37:PRO:CD 2.25 0.49
2:J:476:GLU:CD 2:J:476:GLU:N 2.66 0.49
1:K:278:.1LE:H 1:K:278:ILE:CD1 2.19 0.49
1:K:383:GLU:HG2 1:K:384:VAL:N 2.28 0.49
1:A:278:ILE:HG23 1:A:488:PHE:HD2 1.78 0.49
1:A:353:LEU:HD13 | 1:A:358:TRP:CH2 2.48 0.49
1:A:607:ARG:NH1 1:A:607:ARG:CB 2.76 0.49
2:B:100:LEU:HD22 2:B:529:ASP:HB3 1.94 0.49
2:B:324:ASP:O 2:B:327:GLN:HB2 2.13 0.49
2:B:554:GLU:OE2 2:B:555:PRO:HD2 2.13 0.49
1:C:200: TYR:OH 1:C:224:LEU:CD2 2.59 0.49
2:D:119:ILE:O 2:D:119:ILE:HG23 2.12 0.49
1:E:107:TYR:HB2 1:E:131:PHE:CE2 2.48 0.49
1:E:123:GLN:CD 1:E:123:GLN:N 2.66 0.49
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1:E:549:ARG:NH1 1:E:549:ARG:CG 2.69 0.49
1:E:55:ALA:O 1:E:56:ASN:HB2 2.13 0.49
3:A:801:BTI:03 2:F:407:PHE:HD1 1.96 0.49
2:F:435:PRO:HG2 2:F:553:ILE:HD12 1.94 0.49
2:F:74:ARG:HH22 2:F:78:ARG:NH1 2.10 0.49
1:G:138:PHE:C 1:G:138:PHE:CD1 2.85 0.49
1:G:344:HIS:ND1 1:G:345:PRO:HD3 2.27 0.49
2:H:154:.LEU:HD23 | 2:H:157:GLN:NE2 2.27 0.49
2:F:242:ALA:CB 2:H:409:VAL:HG11 2.42 0.49
2:J:463: TRP:HH2 2:J:544:ALA:HB2 1.78 0.49
1:K:274:ARG:HG2 1:K:289:ALA:HB2 1.95 0.49
1:K:320: THR:HG21 1:K:341:GLN:CG 2.41 0.49
1:K:408:ALA:H 1:K:458: THR:CG2 2.26 0.49
1:K:588:TYR:N 1:K:588: TYR:CD1 2.81 0.49
2:L:347:PHE:CZ 2:L:348:LYS:HG2 2.48 0.49
2:L:378:ALA:O 2:L:379:GLU:C 2.49 0.49
2:L:74:ARG:HH21 2:L:78:ARG:HH22 1.60 0.49
1:A:354:ASP:CG 1:A:357:ALA:HB2 2.34 0.49
1:A:548:ALA:O 1:A:550:GLU:OFE1 2.31 0.49
1:A:612:LEU:HD12 1:A:612:LEU:O 2.13 0.49
2:B:170:LEU:CD2 2:B:211:VAL:HB 2.43 0.49
2:B:75:HIS:HE1 2:B:80:LYS:HE2 1.78 0.49
1:C:154:ALA:O 1:C:155:ALA:C 2.51 0.49
1:C:478:ALA:HB1 1:C:488:PHE:HE1 1.78 0.49
1:C:618:LEU:O 1:C:618:LEU:HG 2.09 0.49
2:D:491:GLU:C 2:D:493:ALA:H 2.15 0.49
2:D:487:ARG:HD3 2:D:497.LEU:HB2 1.94 0.49
1:E:296:ALA:O 1:E:300:ARG:HG2 2.13 0.49
1:E:434:LEU:N 1:E:434:LEU:HD12 2.27 0.49
1:E:384:VAL:HG12 | 1:E:470:LEU:HD13 1.95 0.49
1:E:596:ASP:CG 1:E:612:LEU:HD23 2.33 0.49
1:E:557:CYS:HB2 1:E:629:1LE:HG12 1.95 0.49
2:H:102:ALA:C 2:H:104:ALA:H 2.14 0.49
1:A:654:ASN:OD1 | 2:H:251:THR:HG21 2.13 0.49
2:H:162:GLU:OE1 2:H:460:ARG:HA 2.13 0.49
1:1:289:ALA:HA 1:1:290:PRO:O 2.13 0.49
1:I:353:LEU:HD23 1:1:353:LEU:N 2.28 0.49
1:K:400:GLY:H 1:K:463:LEU:CD1 2.26 0.49
2:L:244:PRO:N 2:L:245:PRO:CD 2.76 0.49
1:A:699:CYS:HA 1:A:703:GLU:CD 2.34 0.48
2:B:161:LEU:HB2 2:B:201:MET:HE2 1.95 0.48
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2:B:411:GLN:O 2:B:411:GLN:NE2 2.46 0.48
1:C:221:GLU:HG3 1:C:222:ALA:N 2.28 0.48
1:C:549:ARG:CG 1:C:549:ARG:HH11 2.26 0.48
1:E:280:ARG:HH11 1:E:389:GLU:CD 2.16 0.48
2:F:354.THR:CG2 2:F:375:ILE:N 2.76 0.48
2:H:335:ILE:O 2:H:339:VAL:CG2 2.61 0.48
2:H:339:VAL:CG1 2:H:360:ALA:HB1 2.43 0.48
2:H:449:ASN:ND2 2:H:470:ILE:HD11 2.28 0.48
2:J:141:LYS:NZ 2:J:177:ASN:ND2 2.59 0.48
2:J:207:PRO:HG2 2:J:294:LEU:HD13 1.95 0.48
1:K:269:LEU:HB2 1:K:372:GLN:NE2 2.28 0.48
2:L:185:PHE:HB3 2:L:186:PRO:CD 2.43 0.48
2:L:191:PHE:CD2 2:L:192:GLY:N 2.74 0.48
2:1:233:VAL:HG13 2:L:279:ASP:HA 1.95 0.48
2:B:137:ASP:OD1 | 2:B:139:THR:HG23 2.12 0.48
2:B:30:ILE:HD13 2:B:343:GLU:HG2 1.94 0.48
2:B:375:ILE:O 2:B:376:LEU:HB2 2.13 0.48
1:C:476:HIS:CG 1:C:477:PRO:HD2 2.48 0.48
1:C:549:ARG:CZ 1:C:571:PRO:HG3 2.43 0.48
2:D:68:GLY:O 2:D:69:SER:C 2.52 0.48
1:E:520: GLU:C 1:E:522:GLY:H 2.17 0.48
2:F:331:VAL:O 2:F:334:VAL:N 2.41 0.48
2:F:479:ALA:HB1 2:F:506:LYS:CG 2.43 0.48
1:G:197:ARG:O 1:G:198:ILE:HG13 2.13 0.48
1:G:534:HIS:HB3 2:H:307:PRO:HG3 1.93 0.48
2:H:394:ARG:HB2 2:H:396:ILE:HD12 1.95 0.48
2:H:413:TYR:O 2:H:418:ILE:HB 2.13 0.48
2:H:432:ALA:HA 2:H:556: THR:CG2 2.43 0.48
2:H:562:ARG:NH1 | 2:H:562:ARG:HG3 2.27 0.48
1:1:618:.LEU:HG 1:1:618:LEU:O 2.13 0.48
2:J:197:ASN:O 2:J:201:MET:HG3 2.12 0.48
2:J:371:ALA:HB2 2:J:401:LEU:HD12 1.94 0.48
1:K:389:GLU:HA 1:K:397:PRO:HA 1.94 0.48
1:A:261:PHE:CZ 1:A:318:ALA:HB2 2.49 0.48
1:A:400:GLY:H 1:A:463:LEU:HD11 1.78 0.48
2:B:193:ARG:HD2 2:B:196:PHE:CD2 2.47 0.48
1:C:315:TYR:HE2 | 1:C:338: THR:HG22 1.76 0.48
1:C:470:LEU:O 1:C:473:.1ILE:HG22 2.14 0.48
1:C:602: VAL:HG12 1:C:602:VAL:O 2.13 0.48
1:C:83:ASP:HB3 1:C:86:ALA:HB2 1.94 0.48
2:F:141:LYS:O 2:F:141:LYS:HG3 2.13 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
2:F:485:VAL:HG11 | 4:H:591:COA:OAP 2.13 0.48
2:F:71:ALA:O 2:F:74:ARG:HB3 2.13 0.48
1:G:299:ARG:C 1:G:301:ALA:N 2.67 0.48
1:G:258:ILE:CD1 1:G:306:ALA:HB2 2.43 0.48
1:G:469:PHE:HE1 | 1:G:497:LEU:HD21 1.75 0.48
1:1:65:MET:HG3 1:I:75:SER:CB 2.43 0.48
2:J:166:PRO:HD3 2:J:296: TRP:CZ2 2.48 0.48
2:J:355:LEU:HD21 | 2:J:370:LEU:HD23 1.93 0.48
2:J:440:LEU:.CD1 2:J:464:MET:HG3 2.37 0.48
2:J:470:.1LE:HG23 2:J:470:ILE:O 2.13 0.48
1:K:79:HIS:CD2 1:K:84:ARG:HA 2.47 0.48
2:L:482:LEU:HD23 | 2:L:509:ILE:HG13 1.94 0.48
1:A:298:LEU:HG 1:A:298:LEU:O 2.12 0.48
1:A:491:ARG:HB3 1:A:492:HIS:CE1 2.49 0.48
1:A:659:ARG:HG2 1:A:676:VAL:HB 1.95 0.48
1:C:231:ALA:CB 1:C:244:MET:SD 2.90 0.48
1:C:389:GLU:HA 1:C:397:PRO:HA 1.95 0.48
1:C:411:GLY:O 1:C:412:PRO:C 2.51 0.48
2:D:218:ALA:O 2:D:221:ALA:HB3 2.14 0.48
2:D:316:GLU:CB 2:D:337:ARG:HE 2.27 0.48
2:D:86:ARG:HA 2:D:284:.LEU:HD11 1.93 0.48
1:E:165:ALA:O 1:E:169:LEU:CD1 2.59 0.48
2:F:300:GLY:O 2:F:301:GLN:HB2 2.14 0.48
2:F:533:ASP:HB3 2:F:536:GLN:HE21 1.79 0.48
1:G:85:HIS:NE2 1:G:424:ASP:0OD1 2.47 0.48
2:H:469:ARG:HH21 | 2:H:469:ARG:HG2 1.78 0.48
1:1:255:HIS:ND1 1:1:255:HIS:C 2.67 0.48
2:J:414:GLU:OE1 2:J:414:GLU:CA 2.61 0.48
2:J:521:TYR:O 2:J:525:ARG:NH1 2.47 0.48
1:K:380:HIS:CD2 1:K:444:ARG:HG3 2.48 0.48
1:K:536:PRO:HD3 2:1:363:HIS:HD?2 1.75 0.48
1:K:61:ALA:HA 1:K:64:VAL:HG12 1.95 0.48
2:L:86:ARG:HD3 2:L:213:MET:SD 2.54 0.48
1:A:138:PHE:C 1:A:138:PHE:CD1 2.87 0.48
1:A:537:TRP:CD2 | 2:B:543:LEU:HD22 2.49 0.48
2:B:83:VAL:CG1 2:B:84:ARG:N 2.55 0.48
2:D:431:CYS:HB2 2:D:558: PHE:CD2 2.48 0.48
2:D:476:GLU:H 2:D:476:GLU:CD 2.17 0.48
1:E:320: THR:CG2 1:E:341:GLN:HG3 2.43 0.48
1:G:536:PRO:HB3 2:H:363:HIS:ND1 2.26 0.48
1:1:254:ARG:O 1:1:256: VAL:HG23 2.13 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)

2:J:350:LEU:CD1 2:J:350:LEU:H 2.03 0.48
2:L:470:ILE:HG22 2:L:470:ILE:O 2.13 0.48
2:1:83:VAL:O 2:L:87:ILE:CD1 2.62 0.48
1:A:284:LYS:NZ 1:A:341:GLN:NE2 2.61 0.48
1:A:345:PRO:HG2 1:A:436:LYS:HE2 1.94 0.48
2:B:297:ARG:NH1 2:B:297:ARG:HB3 2.26 0.48
2:B:65:GLU:O 2:B:72:GLN:NE2 2.47 0.48
1:C:49:ILE:HD13 1:C:364:ARG:CG 2.42 0.48
1:C:505:PRO:HB3 1:C:507:HIS:CB 2.36 0.48
2:F:279:ASP:0D2 2:F:279:ASP:N 2.44 0.48
1:G:345:PRO:HB3 1:G:438:ILE:HD13 1.95 0.48
1:1:532:ASP:0OD2 1:1:535:SER:HB2 2.13 0.48
1:1:602: VAL:HG23 1:1:605: VAL:CG2 2.40 0.48
1:1:519:SER:CB 1:1:613:ARG:HE 2.19 0.48
1:1:54:VAL:HG21 1:1:64:VAL:HG11 1.95 0.48
2:J:119:ILE:O 2:J:119:1LE:HG23 2.14 0.48
2:J:386:HIS:O 2:J:386:HIS:HD?2 1.96 0.48
2:L:154:LEU:HD21 2:L:194:.1LE:HD12 1.95 0.48
1:A:200:TYR:CD1 1:A:221:GLU:HA 2.45 0.48
2:B:232:MET:CE 2:B:263:ALA:HA 2.44 0.48
2:D:289:ARG:HA 2:D:289:ARG:HD2 1.62 0.48
2:D:35:ILE:HD12 2:D:320:VAL:HG22 1.95 0.48
2:D:479:ALA:HB2 2:D:509:ILE:CG2 2.44 0.48
1:E:109:ARG:CD 1:E:112:ARG:NH2 2.76 0.48
1:E:263:ASP:0D2 1:E:267:HIS:HB2 2.14 0.48
2:F:408:-MET:CE 2:F:409:VAL:H 2.27 0.48
1:G:279:GLN:HB2 1:G:283:GLN:O 2.14 0.48
1:G:507:HIS:HB3 1:G:622:TRP:HH?2 1.77 0.48
2:H:248:LYS:HG2 2:H:254:VAL:HG22 1.95 0.48
1:1:85:HIS:ND1 1:1:86:ALA:N 2.62 0.48
2:D:199:ALA:CB 2:J:427: THR:HG23 2.42 0.48
1:K:474:.LEU:HA 1:K:479:PHE:HD1 1.79 0.48
1:K:54:VAL:HG11 1:K:64:VAL:CG1 2.43 0.48
2:L:402:GLN:NE2 2:L:444:SER:OG 2.45 0.48
1:A:269:LEU:CD2 | 1:A:368:LEU:HD13 2.44 0.48
2:B:412:LYS:HE?2 2:B:413:TYR:CE2 2.49 0.48
1:C:504:LEU:CB 1:C:505:PRO:CD 2.76 0.48
2:D:209:ILE:HG22 2:D:210:ALA:N 2.29 0.48
2:D:367:ILE:O 2:D:367:ILE:HG13 2.13 0.48
2:D:434:VAL:HG23 2:D:435:PRO:N 2.27 0.48
1:E:169:LEU:CD2 1:E:313:ILE:HG22 2.44 0.48
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1:E:389:GLU:HG2 1:E:397:PRO:HG3 1.95 0.48
1:E:439:ALA:HB3 1:E:451:LEU:HB2 1.96 0.48
1:E:78:VAL:CG1 1:E:96:VAL:HG23 2.44 0.48
2:D:472:VAL:HG11 2:J:181:GLN:HB3 1.91 0.48
2:J:191:PHE:HE2 2:J:195:PHE:CZ 2.32 0.48
2:H:303:GLN:NE2 2:J:297:ARG:CG 2.76 0.48
2:L:369:ILE:C 2:L:370:LEU:HD12 2.34 0.48
1:A:231:ALA:O 1:A:244:MET:HE3 2.14 0.48
1:A:340:LEU:CD2 1:A:344:HIS:HB3 2.44 0.48
1:A:491:ARG:HD2 1:A:492:HIS:CE1 2.49 0.48
1:A:549:ARG:O 1:A:567:ARG:HA 2.13 0.48
2:B:330:ASP:0OD2 2:B:332:ARG:NH1 2.46 0.48
2:D:241:LEU:HD12 | 2:J:418:.ILE:HG23 1.96 0.48
2:D:317:LEU:CD2 2:D:334:VAL:CG1 2.92 0.48
1:E:616:ARG:HG3 1:E:630:GLU:HB2 1.95 0.48
1:E:63:ARG:NH?2 1:E:356:VAL:HG23 2.28 0.48
2:D:345:ASP:CG 2:F:289:ARG:HH21 2.17 0.48
2:F:403:ASN:HA 2:F:443:GLY:H 1.77 0.48
1:G:135:ASN:ND2 1:G:137:ASP:HB2 2.28 0.48
1:G:202:VAL:HG23 1:G:248:LYS:HA 1.96 0.48
1:G:473:ILE:HG13 1:G:473:1ILE:O 2.13 0.48
1:G:513:ALA:HB1 | 1:G:566:LEU:HD11 1.94 0.48
1:G:536:PRO:CB 2:H:363:HIS:HE1 2.26 0.48
1:I:150:LEU:HD21 1:1:359:GLN:C 2.34 0.48
1:1:302:MET:HA 1:1:331:PHE:CZ 2.49 0.48
1:1:491:ARG:HH11 1:1:492:HIS:CE1 2.32 0.48
1:K:335:GLU:HG3 1:K:336:MET:N 2.29 0.48
1:K:269:LEU:CB 1:K:372:GLN:NE2 2.76 0.48
1:K:77:ALA:O 1:K:95:ALA:HA 2.13 0.48
1:A:217:VAL:CG2 1:A:249:TYR:CD1 2.97 0.48
1:A:350:ILE:HA 1:A:440: TRP:HZ3 1.79 0.48
1:C:327:GLU:O 1:C:329:GLY:N 2.47 0.48
1:C:501:GLN:NE2 1:C:504:LEU:CD2 2.73 0.48
1:C:52:LEU:HD12 1:C:53:LEU:N 2.29 0.48
1:E:327:GLU:O 1:E:329:GLY:N 2.47 0.48
1:E:504:LEU:CB 1:E:505:PRO:CD 2.90 0.48
1:E:71.LEU:HA 1:E:71:LEU:HD23 1.70 0.48
2:F:84:ARG:NH1 2:F:84:ARG:CG 2.72 0.48
1:G:360:ILE:O 1:G:364:ARG:HG3 2.13 0.48
1:G:504:LEU:HB3 1:G:505:PRO:HD2 1.95 0.48
1:G:53:LEU:HG 1:G:54:VAL:N 2.29 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)

1:1:167:LYS:HG3 1:I.177:LEU:HD13 1.95 0.48
1:1:309:ALA:O 1:1:312:ALA:HB3 2.14 0.48
2:J:299:GLN:CB 2:J:552:PRO:HD3 2.42 0.48
2:J:436:LYS:HD?2 2:J:453:CYS:SG 2.54 0.48
2:J:507:ALA:N 2:J:508:PRO:HD2 2.28 0.48
2:L:255:VAL:CG1 2:L:256:SER:N 2.77 0.48
2:L:408:MET:HG3 2:L:413:TYR:CD2 2.48 0.48
2:1:474:GLY:HA3 2:L:477:GLN:NE2 2.28 0.48
1:A:556:ARG:NH1 1:A:556:ARG:HG2 2.29 0.47
1:C:202:VAL:HG21 | 1:C:246:VAL:HG13 1.96 0.47
1:C:380:HIS:NE2 1:C:444:ARG:HG3 2.29 0.47
1:E:167:LYS:HG3 1:E:177:LEU:CD2 2.44 0.47
1:E:313:ILE:HD11 1:E:315:TYR:HD2 1.79 0.47
1:E:278:ILE:HG23 1:E:488:PHE:HD2 1.79 0.47
2:F:424:LYS:HB3 2:L:563:MET:CE 2.43 0.47
1:G:218:VAL:CG1 | 1:G:224:LEU:HD13 2.43 0.47
1:G:386:LEU:CD1 1:G:386:LEU:C 2.82 0.47
1:G:421:ARG:NE 1:G:424:ASP:0D2 2.46 0.47
1:G:452:LEU:HD22 1:G:474:LEU:CB 2.42 0.47
1:G:491:ARG:C 1:G:493:GLN:H 2.17 0.47
1:G:522:GLY:O 1:G:523:HIS:HB2 2.14 0.47
1:G:612:LEU:N 1:G:612:LEU:HD12 2.29 0.47
2:H:398:LEU:HD12 | 2:H:434:VAL:HG21 1.96 0.47
2:H:490:ALA:HA 2:H:493:ALA:HB3 1.95 0.47
2:H:53:VAL:O 2:H:57:ARG:HG2 2.14 0.47
1:1:82:ILE:HD13 1:1:101:ALA:HB1 1.96 0.47
1:I:315:TYR:HE2 1:1:336:MET:HE1 1.78 0.47
2:J:500:GLU:O 2:J:504:LYS:HG3 2.14 0.47
1:K:516:TRP:CZ2 1:K:631:ALA:HB2 2.48 0.47
1:A:135:ASN:O 1:A:135:ASN:CG 2.52 0.47
1:A:557:CYS:O 1:A:558:ARG:C 2.52 0.47
1:A:693:VAL:O 1:A:714:LEU.:HD22 2.14 0.47
1:C:262:ALA:O 1:C:316:VAL:O 2.32 0.47
1:C:590:LEU:C 1:C:590:LEU:HD12 2.34 0.47
2:D:155:ARG:HD2 2:D:155:ARG:O 2.13 0.47
2:D:176:ALA:HB1 | 2:D:184:VAL:HG11 1.95 0.47
2:D:31:LEU:HD12 2:D:336:ALA:HB2 1.97 0.47
2:D:424:1.YS:HD2 2:H:563:MET:SD 2.54 0.47
2:D:444:SER:HG 2:D:449:ASN:ND2 2.12 0.47
1:E:269:LEU:HD23 1:E:269:LEU:N 2.29 0.47
1:E:308:ARG:CG 1:E:308:ARG:NH1 2.72 0.47

Continued on next page...



Page 106

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:E:429:PHE:N 1:E:429:PHE:CD?2 2.81 0.47
1:G:518:GLN:CB 1:G:590:LEU:HD23 2.43 0.47
1:G:613:ARG:HG2 1:G:614:ARG:N 2.29 0.47
1:G:86:ALA:HB3 1:G:89:VAL:HG23 1.96 0.47
2:H:321:ILE:HD13 2:H:329:TYR:CE1 2.49 0.47
2:H:386:HIS:O 2:H:386:HIS:HD2 1.97 0.47
2:H:68:GLY:C 2:H:70:ALA:N 2.66 0.47
2:J:136:ASN:N 2:J:136:ASN:OD1 2.46 0.47
2:J:248:LYS:HA 2:J:252:GLY:O 2.14 0.47
2:J:28:MET:C 2:J:30:1LE:H 2.16 0.47
2:J:499:VAL:O 2:J:499:VAL:CG1 2.63 0.47
2:J:81:LEU:HD11 2:J:89:ARG:HH21 1.80 0.47
1:K:440: TRP:CD1 1:K:441:GLY:N 2.82 0.47
2:L:498:GLY:O 2:L:500:GLU:N 2.47 0.47
2:B:379:GLU:N 2:B:379:GLU:OE2 2.44 0.47
2:B:68:GLY:O 2:B:70:ALA:N 2.46 0.47
1:C:201:PRO:CD 1:C:328:ARG:NH2 2.71 0.47
1:C:392:GLU:O 1:C:394:ASP:N 2.45 0.47
2:D:357:CYS:HB2 2:D:383:LYS:HE?2 1.96 0.47
2:F:100:LEU:O 2:F:152:LYS:HE3 2.14 0.47
2:F:212:VAL:HG21 2:F:232:MET:CG 2.44 0.47
1:G:143:GLU:HA 1:G:147:LEU:O 2.15 0.47
1:G:49:ILE:HD11 1:G:148:LEU:CD1 2.44 0.47
1:G:197:ARG:O 1:G:198:ILE:CG1 2.62 0.47
2:H:81:LEU:HD22 2:H:85:GLU:HB3 1.96 0.47
1:1:76: VAL:HG11 1:1:120:SER:OG 2.14 0.47
1:K:62:CYS:O 1:K:66:ARG:HG3 2.14 0.47
2:L:498:GLY:C 2:L:500:GLU:H 2.17 0.47
1:A:186:GLN:NE2 1:A:190: THR:N 2.47 0.47
1:A:396:LEU:CD1 | 1:A:464:ARG:HH12 2.05 0.47
2:B:220:GLY:O 2:B:224:PRO:HD2 2.15 0.47
2:B:244:PRO:HA 2:B:247:VAL:CG1 2.42 0.47
2:B:268:LYS:CB 2:B:268:LYS:NZ 2.77 0.47
1:C:262:ALA:HB2 1:C:268:CYS:HB2 1.96 0.47
1:C:280:ARG:O 1:C:280:ARG:NE 2.40 0.47
1:C:388:ALA:HB2 | 1:C:434:LEU:HD11 1.97 0.47
1:C:549:ARG:HG2 1:C:549:ARG:NH1 2.29 0.47
2:D:338:LEU:O 2:D:538:ARG:CD 2.51 0.47
2:D:464:MET:-HE?2 2:D:519:PRO:CG 2.35 0.47
1:E:324:LEU:HD22 1:E:334:MET:SD 2.54 0.47
1:E:426:VAL:O 1:E:426:VAL:HG12 2.15 0.47
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1:E:407:GLU:HA 1:E:458: THR:HG23 1.96 0.47
1:E:77:ALA:O 1:E:95:ALA:HA 2.14 0.47
2:F:527: TRP:CH2 2:H:186:PRO:HG3 2.49 0.47
1:G:549:ARG:CG 1:G:549:ARG:NH1 277 0.47
2:H:497:LEU:HD11 | 2:H:501:GLU:HB2 1.96 0.47
1:I:620:LEU:HD12 1:1:621:GLU:N 2.28 0.47
2:J:339:VAL:HG23 2:J:342:SER:HA 1.97 0.47
1:K:148:LEU:HD23 1:K:148:LEU:N 2.30 0.47
1:K:414:ARG:HD3 | 1:K:454:MET:HG2 1.96 0.47
2:L:109:TYR:CZ 2:L:147:PRO:HD2 2.49 0.47
2:B:178:LEU:CD1 2:1:482:LEU:HD13 2.43 0.47
2:L:431:CYS:0O 2:L:556: THR:HG23 2.15 0.47
1:A:144:GLU:O 1:A:144:GLU:HG2 2.12 0.47
1:A:163:LYS:O 1:A:167:LYS:HB2 2.13 0.47
1:A:376:PRO:O 1:A:377:LEU:HB2 2.14 0.47
1:A:565:ARG:HG2 1:A:567:ARG:CZ 2.44 0.47
1:A:652:PRO:HD3 1:A:686:1ILE:HG12 1.96 0.47
1:C:232:GLN:H 1:C:233:ARG:CZ 2.27 0.47
1:C:421:ARG:O 1:C:422:GLU:C 2.52 0.47
2:D:400:PHE:CB 2:D:438: THR:HG22 2.44 0.47
2:D:435:PRO:HD3 2:D:553:ILE:HG23 1.97 0.47
1:E:346:VAL:O 1:E:349:ALA:HB3 2.13 0.47
1:E:384:VAL:HG23 | 1:E:451:LEU:HD21 1.97 0.47
1:E:53:LEU:HD13 1:E:117:ALA:CA 2.44 0.47
1:G:60:ILE:HD12 1:G:63:ARG:HB3 1.96 0.47
1:1:440: TRP:CG 1:1:441:GLY:N 2.82 0.47
2:J:146:TYR:HE1 2:J:180:ARG:HH11 1.62 0.47
1:K:437:LEU:HD22 | 1:K:455:LEU:CD2 2.43 0.47
1:K:470:LEU:HA 1:K:473:ILE:HG21 1.93 0.47
1:K:482:ALA:C 1:K:484:LEU:HD12 2.34 0.47
1:K:505:PRO:HB2 1:K:507:HIS:CB 2.40 0.47
1:K:508:PHE:O 1:K:509: TRP:C 2.53 0.47
2:B:178:LEU:HB2 2:L:482:LEU:HD13 1.97 0.47
2:B:518:HIS:ND1 2:B:519:PRO:CD 2.69 0.47
1:C:188:LEU:CG 1:C:228:LEU:HD22 2.43 0.47
1:C:185:ALA:CB 1:C:243:ARG:HB2 2.43 0.47
2:D:240:PHE:CE1 2:D:243:GLY:HA2 2.50 0.47
2:D:526:LEU:C 2:D:528:ASP:N 2.68 0.47
2:F:119: ILE:CG2 2:F:149:THR:HG22 2.45 0.47
2:F:45:ASN:HB3 2:F:321:ILE:O 2.14 0.47
1:G:520:GLU:OE1 1:G:613:ARG:NH2 2.47 0.47
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

2:H:248:LYS:CG 2:H:254:VAL:HG22 2.44 0.47
1:I:386:LEU:HD21 1:1:467:LEU:HD13 1.96 0.47
2:J:114:VAL:HG11 2:J:146:TYR:CE2 2.49 0.47
2:J:164:ARG:NH1 2:J:296: TRP:CZ2 2.83 0.47
2:J:417.:GLY:C 2:J:419:ALA:H 2.16 0.47
2:D:492:ARG:NH2 2:J:74:ARG:NH2 2.53 0.47
1:K:250:LEU:CD1 | 1:K:324:.LEU:HD23 2.44 0.47
1:K:561:ARG:O 1:K:562:ARG:HG2 2.13 0.47
2:L:386:HIS:HD?2 2:L:386:HIS:O 1.97 0.47
1:A:263:ASP:OD2 1:A:368:LEU:N 2.38 0.47
1:C:440: TRP:CD1 1:C:441:GLY:N 2.82 0.47
2:D:145:TYR:CE1 | 2:D:149: THR:HG22 2.50 0.47
2:D:30:ILE:HG22 2:D:31:LEU:N 2.30 0.47
2:D:36:ASN:HB3 2:D:39:SER:HB2 1.97 0.47
2:D:462:LEU:O 2:D:462:LEU.HD?23 2.14 0.47
2:D:472:VAL:HG22 2:D:473:MET:CG 2.40 0.47
2:D:164:ARG:HB2 2:D:551:ALA:HB2 1.97 0.47
2:D:92:ASP:HB2 2:D:95:SER:HB2 1.96 0.47
1:E:207:ALA:HB2 1:E:243:ARG:NH1 2.30 0.47
1:E:333:PHE:CD1 1:E:333:PHE:C 2.88 0.47
1:E:287:GLU:HG2 1:E:343:GLU:HG3 1.96 0.47
1:E:451:LEU:HD23 | 1:E:474:LEU:HD13 1.97 0.47
1:E:561:ARG:HH11 1:E:561:ARG:CG 2.26 0.47
2:F:53:VAL:HG12 2:F:57:ARG:NH1 2.29 0.47
1:G:398:ALA:CB 1:G:464:ARG:HE 2.18 0.47
2:H:339:VAL:HG11 | 2:H:360:ALA:HB1 1.95 0.47
2:H:491:GLU:C 2:H:493:ALA:H 2.17 0.47
2:H:551:ALA:HA 2:H:552:PRO:HD2 1.67 0.47
1:1:272: ASN:ND2 1:1:377:LEU:HD?22 2.29 0.47
1:1:315:TYR:CD1 1:1:316: VAL:N 2.82 0.47
1:1:439:ALA:HB3 1:1:451:LEU:HB2 1.96 0.47
2:J:375:ILE:CD1 2:J:375:ILE:N 2.69 0.47
1:K:322:GLU:OE2 1:K:337:ASN:ND2 2.48 0.47
2:L:444:SER:HB2 2:L:470:ILE:CG1 2.44 0.47
1:A:251:LEU:O 1:A:252:LYS:C 2.52 0.47
2:B:486:LYS:HG2 2:B:505:ILE:CD1 2.44 0.47
1:C:114:1ILE:HD12 | 1:C:147:LEU:HD12 1.94 0.47
2:D:206:ILE:O 2:D:207:PRO:C 2.53 0.47
2:D:237:ALA:O 2:D:238: THR:CG2 2.62 0.47
2:D:350:LEU:HD23 2:D:350:LEU:N 2.14 0.47
2:D:420:LYS:O 2:D:423:ALA:HB3 2.14 0.47
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1:E:465: THR:CG2 1:E:466:ASN:N 2.77 0.47
2:F:219:GLY:C 2:F:221:ALA:N 2.68 0.47
2:F:421:HIS:CE1 2:F:424:1.YS:HZ2 2.33 0.47
1:G:136:ALA:O 1:G:137:ASP:C 2.53 0.47
1:G:536:PRO:CA 2:H:363:HIS:HE1 2.28 0.47
1:1:392:GLU:OE2 1:1:498:PRO:O 2.32 0.47
1:1:622: TRP:CD1 1:1:622: TRP:O 2.68 0.47
2:J:311:LEU.HB2 2:J:342:SER.:.OG 2.14 0.47
2:L:39:SER:OG 2:L:40:ALA:N 2.47 0.47
1:A:135:ASN:O 1:A:136:ALA:C 2.53 0.47
1:A:263:ASP:C 1:A:265:HIS:H 2.17 0.47
1:A:60:ILE:HA 1:A:60:ILE:HD12 1.74 0.47
1:C:525:ARG:NH1 1:C:531:ASP:OD1 2.48 0.47
1:C:544:ARG:NH2 2:D:88:ASN:ND2 2.61 0.47
1:E:148:LEU:CD2 1:E:148:LEU:N 2.78 0.47
1:E:451:LEU:HD23 1:E:474.LEU:CD1 2.44 0.47
1:E:627:LEU:H 1:E:627:LEU:HD12 1.80 0.47
2:F:108:VAL:HG11 | 2:F:148:LEU:HD11 1.96 0.47
1:G:299:ARG:C 1:G:301:ALA:H 2.17 0.47
2:H:311:LEU:HD12 2:H:341:GLY:O 2.15 0.47
2:H:497:LEU:CD2 2:H:502:GLU:HB2 2.45 0.47
1:1:531:ASP:0OD2 2:J:298:LYS:CB 2.63 0.47
1:K:142:CYS:SG 1:K:149:PHE:HD2 2.38 0.47
1:K:263:ASP:N 1:K:263:ASP:0OD1 2.47 0.47
1:K:395:PHE:HZ 1:K:469:PHE:CE1 2.33 0.47
1:K:407:GLU:OE1 | 1:K:416:VAL:HG11 2.15 0.47
2:L:169: TYR:HE2 2:L:208:GLN:HE22 1.63 0.47
2:L:209:ILE:HD11 2:L:290:CYS:HB2 1.97 0.47
2:L:41:GLU:O 2:L:44:ALA:HB3 2.14 0.47
1:A:340:LEU:HD22 1:A:344:HIS:HB3 1.96 0.47
1:A:402:LEU:HD11 | 1:A:420:VAL:HG21 1.96 0.47
1:A:471:ARG:NH2 1:A:624:GLY:O 2.47 0.47
2:B:344:PHE:CE2 2:B:346:GLU:HG3 2.50 0.47
2:B:388:ILE:O 2:B:392:CYS:HB2 2.15 0.47
1:C:189:GLU:O 1:C:192:ARG:HB3 2.15 0.47
1:C:489:ILE:CG2 1:C:490:ALA:N 2.78 0.47
2:D:409:VAL:HB 2:J:247:VAL:HG22 1.96 0.47
1:E:361:ARG:HH11 1:E:361:ARG:CG 2.26 0.47
1:E:608:ARG:O 1:E:608:ARG:HG3 2.14 0.47
2:F:227:SER:O 2:F:228:ASP:C 2.53 0.47
2:F:333:GLU:O 2:F:337:ARG:NH1 2.48 0.47
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1:G:201:PRO:HD2 1:G:328:ARG:NH2 2.30 0.47
1:G:516: TRP:CE3 1:G:613:ARG:NH?2 2.83 0.47
2:H:30:ILE:CD1 2:H:343:GLU:HG2 2.44 0.47
1:1:300:ARG:NH1 1:1:300:ARG:CB 2.62 0.47
1:1:412:PRO:CB 1:1:450:ARG:HH11 2.28 0.47
1:1:545:SER:O 2:J:536:GLN:NE2 2.35 0.47
2:J:393:GLN:HG2 2:J:393:GLN:O 2.15 0.47
1:K:118:LEU:HD22 | 1:K:147:LEU:HD11 1.97 0.47
1:K:379:GLY:CA 1:K:440: TRP:CH2 2.98 0.47
2:L:157:GLN:NE2 2:L:197:ASN:OD1 2.48 0.47
2:L:302:LEU:CD2 2:L:366:PRO:HG2 2.44 0.47
2:L:373:ASN:HD22 2:1:373:ASN:HA 1.57 0.47
2:L:59:LEU:HD22 2:L:520:TYR:HE1 1.79 0.47
2:L:54:ASN:HA 2:L:57:ARG:CD 2.41 0.47
2:L:74:ARG:HH21 2:L:78:ARG:CZ 2.27 0.47
1:A:526:ASP:OD2 1:A:526:ASP:N 2.34 0.47
1:A:540:ASN:HA 2:B:94:GLY:O 2.16 0.47
2:B:224:PRO:CG 2:B:239:1ILE:HD13 2.46 0.47
2:B:430:ALA:HB1 2:1:196:PHE:HD1 1.80 0.47
1:C:203:LEU:CD2 1:C:205:LYS:HZ2 2.26 0.47
1:C:178: VAL:HG22 1:C:332:PHE:CB 2.44 0.47
2:D:354: THR:CG2 2:D:375:1LE:N 2.78 0.47
2:D:470:ILE:CG2 2:D:470:ILE:O 2.63 0.47
2:D:499:VAL:O 2:D:499:VAL:HG12 2.14 0.47
2:D:338:LEU:HD22 | 2:D:537: THR:HG22 1.97 0.47
1:E:181:TYR:HD1 1:E:182:HIS:H 1.62 0.47
1:E:404:LEU:HD11 | 1:E:612:LEU:HD13 1.94 0.47
1:E:400:GLY:N 1:E:463:LEU:HD11 2.17 0.47
1:E:508:PHE:HB2 1:E:622:TRP:CZ2 2.49 0.47
2:F:190:HIS:O 2:F:191:PHE:O 2.33 0.47
2:F:392:CYS:SG 2:F:556:. THR:HG21 2.54 0.47
2:F:83:VAL:CG1 2:F:84:ARG:N 2.76 0.47
1:G:167:LYS:HB2 1:G:167:LYS:HE3 1.64 0.47
1:G:201:PRO:HD2 | 1:G:328:ARG:HH22 1.79 0.47
2:H:409:VAL:HG23 2:H:410:GLY:N 2.30 0.47
2:H:50:LEU:.C 2:H:50:LEU:HD23 2.35 0.47
1:I:451:LEU:HD12 1:1:454:-MET:-HE2 1.96 0.47
1:1:620:LEU:C 1:1:620:LEU:HD12 2.36 0.47
2:D:527: TRP:CZ2 2:J:186:PRO:HG3 2.50 0.47
2:J:378:ALA:H 2:J:418:ILE:HD12 1.80 0.47
1:K:103:PRO:O 1:K:108:LEU:HD12 2.15 0.47
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1:K:71:LEU:O 1:K:71:LEU:HD23 2.14 0.47
2:1.:33:THR:HB 2:1.:312:TYR:HE2 1.72 0.47
2:L:354: THR:HG22 2:L:375:1LE:N 2.30 0.47
1:A:269:LEU:HB2 | 1:A:372:GLN:HE21 1.80 0.46
1:A:67:SER:O 1:A:68:ALA:C 2.53 0.46
2:B:481:VAL:HG13 | 2:L:245:PRO:HB2 1.97 0.46
1:C:333:PHE:CD1 1:C:333:PHE:C 2.88 0.46
2:D:145:TYR:HB2 2:D:176:ALA:HA 1.97 0.46
2:D:190:HIS:C 2:D:191:PHE:O 2.53 0.46
2:D:330:ASP:0OD1 2:D:332:ARG:HG3 2.14 0.46
1:E:271:LEU:HD23 | 1:E:375:VAL:HG21 1.96 0.46
1:E:339:ARG:CG 1:E:339:ARG:HH11 2.17 0.46
1:E:526:ASP:0OD2 1:E:526:ASP:N 2.46 0.46
1:G:395:PHE:HZ 1:G:469:PHE:CE1 2.32 0.46
1:G:411:GLY:N 1:G:414:ARG:HG3 2.30 0.46
2:H:119:ILE:CG2 2:H:119:ILE:O 2.63 0.46
2:H:428:ALA:HA 2:H:558:PHE:CE2 2.50 0.46
2:H:446:GLY:O 2:H:448:GLY:N 2.47 0.46
1:I:402:LEU:HD21 1:1:434:LEU:HD21 1.97 0.46
2:J:413:TYR:O 2:J:418:ILE:HB 2.15 0.46
1:K:346:VAL:HG13 | 1:K:438:ILE:HG23 1.97 0.46
1:K:463:LEU:HD22 1:K:464:ARG:N 2.23 0.46
1:K:549:ARG:HH21 1:K:571:PRO:CA 2.25 0.46
1:K:590:LEU:CD1 | 1:K:598:LEU:HD12 2.42 0.46
2:L:98:LEU:HD21 2:L:463: TRP:CZ2 2.49 0.46
1:A:354:ASP:0OD1 1:A:357:ALA:HB2 2.15 0.46
1:A:420:VAL:HG23 1:A:421:ARG:N 2.29 0.46
1:A:65:MET:HE1 1:A:77:ALA:HB2 1.96 0.46
2:B:386:HIS:C 2:B:386:HIS:CD2 2.89 0.46
2:B:59:LEU:HD22 2:B:520: TYR:CE1 2.50 0.46
1:C:114:.1LE:O 1:C:118:LEU:HB2 2.15 0.46
1:C:251:LEU:HB3 1:C:327:GLU:OE2 2.16 0.46
1:C:260:VAL:CG2 1:C:319:GLY:O 2.64 0.46
1:C:405: TYR:HB3 1:C:422:GLU:CB 2.45 0.46
1:C:384:VAL:HG12 | 1:C:470:LEU:HD13 1.96 0.46
1:C:506:GLU:O 1:C:507:HIS:C 2.53 0.46
1:C:513:ALA:CB 1:C:564:VAL:HG11 2.46 0.46
1:C:565:ARG:CG 1:C:567:ARG:NH2 2.78 0.46
1:C:620:LEU:HD12 1:C:621:GLU:N 2.31 0.46
2:D:230: THR:HG22 | 2:D:273:ALA:CA 2.41 0.46
2:D:39:SER:HB3 2:D:42:PHE:HB2 1.97 0.46
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1:E:167:LYS:HG3 1:E:177:LEU:HD21 1.97 0.46
1:G:138:PHE:CD1 1:G:142:CYS:HB2 2.50 0.46
1:G:362:VAL:HG23 1:G:363:ALA:N 2.30 0.46
2:H:354: THR:HG21 2:H:375:ILE:C 2.36 0.46
1:I:302:MET:HB3 1:1:323:PHE:CE2 2.50 0.46
2:J:431:CYS:O 2:J:556: THR:HG23 2.15 0.46
2:J:74:ARG:HG2 2:J:74:ARG:O 2.15 0.46
1:K:251:LEU:HD13 1:K:327:GLU:CB 2.31 0.46
1:K:320: THR:HG21 | 1:K:341:GLN:HB2 1.96 0.46
1:K:258:.ILE:HD13 1:K:323:PHE:CD2 2.50 0.46
1:K:504:LEU:HB3 1:K:505:PRO:HD2 1.97 0.46
1:K:51:ARG:HA 1:K:74:GLY:O 2.15 0.46
2:L:127:GLU:O 2:1:129:VAL:HG23 2.15 0.46
2:L:83:VAL:HG22 2:L:84:ARG:N 2.30 0.46
1:A:607:ARG:HB2 1:A:607:ARG:CZ 2.45 0.46
2:B:159:ILE:CD1 2:B:159:1LE:H 2.28 0.46
1:C:152:PRO:HG3 1:C:315:TYR:CZ 2.50 0.46
1:C:69:ARG:CB 1:C:69:ARG:NH1 2.78 0.46
2:D:373:ASN:HA 2:D:373:ASN:HD22 1.52 0.46
1:E:102:LYS:HB2 1:E:105:ASP:OD1 2.15 0.46
1:E:218:VAL:CG2 1:E:218:VAL:O 2.58 0.46
1:E:221:GLU:HG3 1:E:222:ALA:N 2.31 0.46
2:F:218:ALA:HB1 3:1:801:BTI:Hb5 1.96 0.46
2:F:368:ALA:HB1 2:F:387:PHE:CE2 2.50 0.46
2:F:421:HIS:CE1 2:F:424:1L.YS:NZ 2.83 0.46
2:H:366:PRO:O 2:H:397:PRO:HD2 2.14 0.46
2:J:195:PHE:CZ 2:J:222:TYR:HB2 2.51 0.46
2:J:427:THR:HB 2:J:561:PHE:HE?2 1.81 0.46
1:K:321:VAL:HA 1:K:336:MET:CG 2.44 0.46
1:K:429:PHE:O 1:K:430: TYR:CD2 2.68 0.46
2:L:234:ARG:HE 2:L:234:ARG:HB2 1.32 0.46
2:1:402:GLN:HE21 2:L:444:SER:CB 2.29 0.46
2:L:338:LEU:HD22 | 2:L:537:THR:CG2 2.46 0.46
1:A:76:VAL:HG13 1:A:94:ILE:HG22 1.97 0.46
2:B:487:ARG:HA 2:B:497:LEU:HD13 1.98 0.46
1:C:111:ASP:O 1:C:114:1LE:HG22 2.15 0.46
1:C:255:HIS:HA 1:C:324:LEU:HD12 1.98 0.46
1:C:272:ASN:OD1 1:C:377.LEU:HB2 2.16 0.46
1:C:566:LEU:C 1:C:567:ARG:HD3 2.35 0.46
1:C:602:VAL:O 1:C:605:VAL:HG22 2.15 0.46
2:D:248:LYS:HG2 2:D:253:GLU:O 2.16 0.46
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2:D:28:MET:C 2:D:30:ILE:N 2.69 0.46
2:D:35:ILE:CD1 2:D:320:VAL:HG22 2.46 0.46
2:D:498:GLY:C 2:D:500:GLU:N 2.69 0.46
2:D:520: TYR:H 2:D:520: TYR:HD2 1.61 0.46
1:E:184:GLU:C 1:E:184:GLU:CD 2.74 0.46
1:E:189:GLU:CA 1:E:189:GLU:OFE1 2.61 0.46
1:E:437:LEU:HD22 1:E:455:LEU:CD2 2.45 0.46
1:E:596:ASP:CB 1:E:612:LEU:HD23 2.45 0.46
2:F:304:CYS:HB3 2:F:365: TYR:HD1 1.79 0.46
2:F:351:PHE:CZ 2:F:379:GLU:HG3 2.51 0.46
2:F:506:LYS:HZ3 2:F:506:LYS:HB2 1.81 0.46
2:F:433:ARG:CZ 2:F:554:GLU:HG3 2.45 0.46
1:G:339:ARG:NH1 1:G:341:GLN:OE1 2.47 0.46
2:H:251: THR:OG1 2:H:251: THR:O 2.29 0.46
2:H:72:GLN:O 2:H:75:HIS:HB3 2.15 0.46
1:1:450:ARG:O 1:1:453:ALA:HB3 2.15 0.46
1:1:469:PHE:HD2 1:1:470:LEU:N 2.13 0.46
1:K:163:LYS:HE2 1:K:167:LYS:HZ2 1.80 0.46
1:K:630:GLU:HG3 1:K:631:ALA:N 2.30 0.46
2:L:464:MET:O 2:L:531:VAL:HG13 2.15 0.46
1:A:203:LEU:HG 1:A:204:LEU:H 1.74 0.46
2:B:231:VAL:HG21 | 2:B:286:ILE:HG21 1.96 0.46
2:B:30:ILE:HG22 2:B:31:LEU:N 2.31 0.46
1:C:414:ARG:NH1 1:C:414:ARG:HG2 2.29 0.46
1:C:87:ARG:O 1:C:90:ALA:HB3 2.16 0.46
1:E:252:LYS:HG3 1:E:485:ASP:HB3 1.98 0.46
1:E:602:VAL:O 1:E:605:VAL:HG22 2.16 0.46
2:D:347:PHE:HA 2:F:275:HIS:CE1 2.50 0.46
2:F:53:VAL:CG1 2:F:57:ARG:HH12 2.27 0.46
1:G:185:ALA:O 1:G:186:GLN:O 2.33 0.46
1:G:258:ILE:O 1:G:320: THR:HA 2.15 0.46
1:G:515:ALA:HB2 1:G:598:LEU:CD2 2.45 0.46
2:H:375:ILE:HG21 2:H:408:MET:HB2 1.96 0.46
2:H:83:VAL:HG12 2:H:84:ARG:N 2.29 0.46
1:1:260: VAL:HG23 1:1:319:GLY:O 2.15 0.46
1:1:525:ARG:HH11 1:1:525:ARG:CG 2.29 0.46
1:1:619:PHE:CE2 1:1:628:ALA:HB2 2.51 0.46
2:J:338:LEU:HD21 2:J:537: THR:HB 1.97 0.46
2:J:81:LEU:CD2 2:J:85:GLU:HB3 2.35 0.46
1:K:389:GLU:O 1:K:390:ASP:HB2 2.14 0.46
1:K:512:ALA:HB1 1:K:629:ILE:CD1 2.41 0.46
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2:1:184:VAL:HG12 2:L:184:VAL:O 2.15 0.46
2:L:53:VAL:CG1 2:L:57:ARG:HD?2 2.44 0.46
1:A:427:SER:OG 1:A:428:PRO:CD 2.63 0.46
2:B:123:.ILE:HA 2:B:131:CYS:O 2.15 0.46
2:B:137:ASP:CB 2:B:140:VAL:HG23 2.31 0.46
1:E:76:VAL:HA 1:E:94:1LE:O 2.15 0.46
1:E:76: VAL:HG22 1:E:94:ILE:HB 1.97 0.46
1:G:299:ARG:O 1:G:301:ALA:N 2.48 0.46
1:G:304:GLU:CA 1:G:307:VAL:HG12 2.46 0.46
1:G:150:LEU:HD21 | 1:G:363:ALA:HB2 1.94 0.46
2:H:526:LEU:C 2:H:528:ASP:N 2.68 0.46
1:1:469:PHE:C 1:1:469:PHE:CD2 2.88 0.46
2:J:220:GLY:O 2:J:224:PRO:HD2 2.15 0.46
1:K:262:ALA:O 1:K:316:VAL:O 2.33 0.46
1:K:371:THR:O 1:K:374:GLN:HB2 2.16 0.46
2:1:414:GLU:HA 2:L:418:1ILE:CG2 2.46 0.46
2:1.:398:LEU:HB2 2:1:436:LYS:HG2 1.98 0.46
2:L:516:GLN:HG2 2:L:521:TYR:CZ 2.51 0.46
1:A:83:ASP:C 1:A:85:HIS:N 2.69 0.46
2:B:201:MET:HG2 2:B:206:1ILE:HD12 1.97 0.46
2:B:90:LEU:HG 2:B:90:LEU:O 2.16 0.46
1:C:280:ARG:HD3 1:C:283:GLN:NE2 2.31 0.46
1:C:298.LEU:HG 1:C:298:LEU:O 2.16 0.46
1:C:549:ARG:CG 1:C:549:ARG:NH1 2.78 0.46
2:D:105:ALA:HA 2:D:108:VAL:CG2 2.45 0.46
2:D:199:ALA:HB2 2:D:226:MET:HE2 1.97 0.46
2:D:238: THR:HA 2:D:261:GLY:O 2.15 0.46
2:D:317.LEU:O 2:D:318:TYR:C 2.54 0.46
1:E:132:LEU:HD12 1:E:138:PHE:HD2 1.81 0.46
2:F:105:ALA:HA 2:F:108:VAL:HG21 1.96 0.46
1:G:351: THR:OG1 1:G:352:GLY:N 2.47 0.46
1:G:52:LEU:.CD2 1:G:360:ILE:HD11 2.46 0.46
1:G:383:GLU:HG3 1:G:438:ILE:HG12 1.97 0.46
2:H:119:ILE:HG23 2:H:119:ILE:O 2.16 0.46
2:F:513:TYR:CZ 2:H:181:GLN:HG2 2.50 0.46
2:J:100:LEU:O 2:J:101:SER.:C 2.54 0.46
2:J:181:GLN:NE2 2:J:182:ASP:N 2.64 0.46
2:D:481:VAL:CG1 2:J:245:PRO:HB2 2.44 0.46
2:J:291:VAL:HG12 2:J:291:VAL:O 2.16 0.46
1:K:290:PRO:HD2 1:K:380:HIS:ND1 2.31 0.46
1:K:465: THR:CG2 1:K:467:LEU:H 2.17 0.46
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2:L:270:SER:OG 2:L:271:GLY:N 2.46 0.46
2:1.:302:LEU:HD22 2:1:366:PRO:CG 2.46 0.46
2:L:501:GLU:OE2 2:L:501:GLU:N 2.47 0.46
2:L:68:GLY:O 2:L:70:ALA:N 2.48 0.46
1:A:159:ALA:C 1:A:161:GLY:H 2.19 0.46
2:B:275:HIS:HE1 2:F:347:PHE:HA 1.80 0.46
2:B:31:LEU:HD12 2:B:336:ALA:CB 2.46 0.46
2:B:389:GLU:HG2 2:B:558:PHE:HE1 1.81 0.46
1:C:63:ARG:NH1 1:C:63:ARG:HG3 2.30 0.46
2:D:291:VAL:HA 2:D:294:.LEU:HG 1.96 0.46
2:D:62:ARG:HG2 2:D:62:ARG:NH1 2.31 0.46
1:E:269:LEU:CB 1:E:372:GLN:NE2 2.78 0.46
2:F:103:LEU:O 2:F:524:ALA:HA 2.15 0.46
2:F:39:SER:OG 2:F:40:ALA:N 2.49 0.46
1:G:96:VAL:HG11 1:G:116:ALA:CB 2.46 0.46
1:G:306:ALA:C 1:G:308:ARG:H 2.19 0.46
1:G:371:THR:O 1:G:372:GLN:C 2.54 0.46
2:H:145:TYR:HB2 2:H:176:ALA:HA 1.98 0.46
2:H:433:ARG:H 2:H:556: THR:CG2 2.23 0.46
1:1:112:ARG:HH11 1:1:112:ARG:HG3 1.80 0.46
1:1:251:LEU:HD11 1:1:328:ARG:CZ 2.45 0.46
1:1:274:ARG:HD3 1:1:346:VAL:HG23 1.98 0.46
1:1:294:.LEU:CD1 1:1:299:ARG:NH1 2.79 0.46
2:L:207:PRO:HG2 2:1.:294:LEU:CD2 2.39 0.46
2:L:216:CYS:HB3 2:L:238: THR:O 2.16 0.46
2:L:400:PHE:O 2:L:401:LEU:HD23 2.15 0.46
2:1:438: THR:CG2 2:1:462:LEUHG 2.46 0.46
1:A:47:ARG:CZ 1:A:148:LEU:HD22 2.46 0.46
1:A:713:GLU:O 1:A:714:LEU:O 2.32 0.46
2:B:171:VAL:HG11 2:B:216:CYS:SG 2.56 0.46
2:B:184:VAL:O 2:B:184:VAL:HG12 2.15 0.46
2:B:268:LYS:HB2 2:B:268:LYS:NZ 2.31 0.46
2:B:316:GLU:O 2:B:320: VAL:HG23 2.15 0.46
2:B:377:PHE:N 2:B:377:PHE:CD1 2.84 0.46
1:C:398:ALA:HB2 1:C:464:ARG:HE 1.80 0.46
1:C:570:SER:O 1:C:586:SER:N 2.49 0.46
2:D:317:LEU:CD2 | 2:D:334:VAL:HG12 2.46 0.46
2:D:83:VAL:HG13 2:D:84:ARG:N 2.29 0.46
1:E:396:LEU:HD12 | 1:E:464:ARG:HH12 1.81 0.46
1:G:226:GLU:N 1:G:226:GLU:OE1 2.49 0.46
1:G:251:LEU:N 1:G:251:LEU:CD1 2.79 0.46
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2:H:213:MET:HA | 2:H:233:VAL:HG23 1.98 0.46
2:H:227:SER:O 2:H:228:ASP:C 2.54 0.46
2:H:232:MET:HE1 2:H:239:ILE:HG13 1.96 0.46
2:J:155:ARG:HD2 2:J:155:ARG:O 2.16 0.46
2:J:338:LEU:O 2:J:538:ARG:NH1 2.48 0.46
1:K:358: TRP:O 1:K:361:ARG:HB2 2.16 0.46
2:L:191:PHE:HE?2 2:L:195:PHE:HZ 1.63 0.46
2:J:390:LEU:.CD2 2:1L:228:ASP:HB3 2.46 0.46
2:1:376:LEU:HD12 2:1.:404:.1LE:HD13 1.98 0.46
1:A:653:MET:CG 1:A:654:ASN:H 2.17 0.46
2:B:215:SER:HA 2:B:238: THR:OG1 2.16 0.46
1:C:167:LYS:HG3 1:C:177:LEU:CD2 2.46 0.46
1:C:204:LEU:O 1:C:215:MET:HA 2.15 0.46
1:C:273:GLU:H 1:C:273:GLU:CD 2.17 0.46
1:C:416:VAL:HG23 1:C:454:MET:.CE 2.46 0.46
1:C:416:VAL:HG23 | 1:C:454:MET:HE2 1.98 0.46
1:C:567:ARG:NH1 1:C:567:ARG:HG3 2.29 0.46
2:D:476:GLU:CD 2:D:477:GLN:H 2.19 0.46
1:E:202:VAL:HG21 | 1:E:246:VAL:HG13 1.98 0.46
1:E:249:TYR:CD2 1:E:250:LEU:N 2.84 0.46
1:E:336:MET:CE 1:E:338: THR:HG22 2.46 0.46
1:E:414:ARG:HD3 | 1:E:454:MET:HG2 1.97 0.46
2:F:190:HIS:C 2:F:191:PHE:O 2.53 0.46
2:F:487:ARG:NH1 2:F:487:ARG:HB3 2.31 0.46
2:H:223:VAL:O 2:H:227:SER.OG 2.34 0.46
2:H:231:VAL:CG1 2:H:283:ALA:HB1 2.44 0.46
2:H:298:LYS:HG2 2:H:550:ASN:HA 1.97 0.46
2:H:317:LEU:HD23 | 2:H:337:ARG:HD2 1.98 0.46
2:H:36:ASN:HD21 2:H:38:ARG:CD 2.24 0.46
2:H:400:PHE:CE2 2:H:453:CYS:CB 2.96 0.46
1:1:476:HIS:CD2 1:1:496:LEU:HD21 2.51 0.46
1:1:548:ALA:O 1:1:550:GLU:HG3 2.16 0.46
2:J:170:LEU:HD23 | 2:J:211:VAL:HG23 1.98 0.46
2:J:498:GLY:C 2:J:500:GLU:H 2.19 0.46
1:K:107'TYR:CB 1:K:131:PHE:CE1 2.99 0.46
1:K:141:ALA:HA 1:K:144:GLU:CD 2.37 0.46
1:K:261:PHE:CZ 1:K:358:TRP:HB3 2.51 0.46
1:K:547:LEU:H 1:K:547:LEU:HG 1.33 0.46
2:L:417:GLY:C 2:1:419:ALA:N 2.68 0.46
1:A:185:ALA:O 1:A:186:GLN:O 2.33 0.45
1:A:187:ASP:C 1:A:189:GLU:H 2.20 0.45
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1:A:189:GLU:O 1:A:193:ARG:HD3 2.17 0.45
1:A:263:ASP:OD1 1:A:265:HIS:HB2 2.16 0.45
1:A:558:ARG:HE 1:A:627:LEU.HD22 1.81 0.45
1:C:136:ALA:O 1:C:137:ASP:C 2.53 0.45
1:C:396:LEU:O 1:C:398:ALA:N 2.48 0.45
1:C:550:GLU:HG2 1:C:567:ARG:HD2 1.97 0.45
1:C:516:TRP:CZ3 1:C:613:ARG:NH1 2.83 0.45
2:D:247:-VAL:HG22 2:D:253:GLU:CD 2.36 0.45
1:E:109:ARG:NH1 1:E:111:ASP:0OD2 2.49 0.45
1:E:166:ALA:C 1:E:168:ALA:N 2.69 0.45
1:E:299:ARG:C 1:E:301:ALA:N 2.70 0.45
2:F:144:THR:HG21 | 4:F:591:COA:C5A 2.46 0.45
2:F:408:MET:HG3 2:F:413: TYR:CD2 2.50 0.45
2:F:449:ASN:ND2 2:F:470:ILE:HD11 2.31 0.45
2:F:456:ALA:HA 2:H:188:ARG:HA 1.97 0.45
2:H:486:LYS:HD2 | 2:H:489:GLN:HE21 1.81 0.45
1:K:384:VAL:CG1 | 1:K:470:LEU:HD13 2.46 0.45
2:L:240:PHE:CE1 2:1:243:GLY:CA 3.00 0.45
2:B:188:ARG:H 2:L:455:ARG:HG3 1.80 0.45
2:1:483:ALA:HB2 2:L:505:ILE:HG22 1.97 0.45
1:A:258:ILE:HD12 1:A:306:ALA:HB2 1.98 0.45
1:A:87:ARG:O 1:A:90:ALA:HB3 2.15 0.45
2:B:339:VAL:CG2 2:B:342:SER:HA 2.46 0.45
2:B:348:LYS:0O 2:B:383:LYS:HE2 2.16 0.45
2:B:487:ARG:HB3 2:B:497:LEU.CD2 2.36 0.45
1:C:201:PRO:CG 1:C:328:ARG:HH21 2.29 0.45
2:D:518:HIS:CD2 2:D:520:TYR:H 2.33 0.45
1:E:298:LEU:HD21 1:E:325:LEU:CD1 2.46 0.45
1:E:289:ALA:CB 1:E:350:ILE:HD13 2.45 0.45
2:F:125:ARG:HD?2 2:F:128:GLY:HA2 1.99 0.45
2:F:491:GLU:C 2:F:493:ALA:N 2.70 0.45
2:F:81:LEU:HD21 2:F:89:ARG:HH22 1.81 0.45
1:G:128:GLY:O 1:G:133:SER:HB3 2.16 0.45
1:G:202:VAL:HG23 1:G:247:GLU:O 2.16 0.45
1:G:416:VAL:HG13 | 1:G:437:LEU:HD12 1.96 0.45
1:G:543: TRP:CH2 | 2:H:540:VAL:HG22 2.51 0.45
1:A:654:ASN:O 2:H:251: THR:CG2 2.64 0.45
1:1:358: TRP:CZ2 1:1:369:PRO:HG2 2.51 0.45
2:J:218:ALA:O 2:J:221:ALA:CB 2.64 0.45
2:J:457 TYR:CD2 2:J:457'TYR:N 2.83 0.45
1:K:532:ASP:0D2 2:L:365:TYR:OH 2.26 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)
2:L:232:MET:HE1 2:L:266:HIS:HD?2 1.81 0.45
2:1:375:1ILE:H 2:L:375:ILE:CD1 2.29 0.45
2:1:491:GLU:C 2:L:493:ALA:H 2.18 0.45
1:A:562:ARG:HH11 1:A:562:ARG:CG 2.29 0.45
2:B:335:ILE:O 2:B:339:VAL:HG22 2.17 0.45
1:E:371: THR:O 1:E:372:GLN:C 2.53 0.45
2:F:526:LEU:C 2:F:528:ASP:N 2.70 0.45
1:G:350:ILE:HD12 1:G:377:LEU:CD1 2.41 0.45
1:G:485:ASP:0D2 1:G:491:ARG:NH2 2.48 0.45
2:H:188:ARG:HG2 | 2:H:188:ARG:NH1 2.31 0.45
2:H:277:ALA:CB 2:H:283:ALA:HB2 2.46 0.45
2:H:488:GLU:O 2:H:492:ARG:HG2 2.15 0.45
1:1:438:ILE:H 1:1:438:ILE:HD12 1.80 0.45
1:I:452: LEU:HD23 1:1:474:LEU.CB 2.45 0.45
1:1:391:PRO:CD 1:1:465: THR:O 2.65 0.45
1:1:601:ARG:NH1 1:1:601:ARG:HB3 2.25 0.45
2:J:161:LEU:HD13 2:J:201:MET:CG 2.46 0.45
2:J:332:ARG:CG 2:J:332:ARG:NH1 2.75 0.45
1:K:305:ALA:O 1:K:308:ARG:HG3 2.16 0.45
1:K:465: THR:CG2 1:K:466:ASN:N 2.78 0.45
1:K:386:LEU:CD2 | 1:K:467:LEU:HD13 2.41 0.45
2:1:244:PRO:HD3 | 2:L:260:LEU:HD23 1.98 0.45
2:L:283:ALA:HA 2:1.:286:1LE:HD12 1.99 0.45
1:A:217:-VAL:HG21 | 1:A:249:TYR:CE1 2.52 0.45
1:A:231:ALA:HB3 1:A:244:-MET:CE 2.45 0.45
1:A:280:ARG:O 1:A:282:HIS:N 2.49 0.45
1:A:365:GLY:O 1:A:366:GLU:C 2.504 0.45
2:B:375:ILE:N 2:B:375:ILE:HD12 2.31 0.45
1:C:222:ALA:O 1:C:224:LEU:N 2.49 0.45
2:D:449:ASN:ND2 2:D:470:1LE:HD11 2.31 0.45
2:D:437:PHE:CE1 2:D:544:ALA:HB1 2.50 0.45
1:E:51:ARG:NH1 1:E:121:GLY:O 2.50 0.45
1:E:123:GLN:H 1:E:123:GLN:CD 2.19 0.45
1:E:132:LEU:HD22 1:E:132:LEU:N 2.32 0.45
1:E:232: GLN:C 1:E:233:ARG:HG2 2.37 0.45
2:F:385:ALA:O 2:F:389:GLU:HG3 2.16 0.45
2:F:432:ALA:HA 2:F:556: THR:CG2 2.40 0.45
1:G:160:MET:HG3 | 1:G:336:MET:HB3 1.99 0.45
1:G:249:TYR:CE2 1:G:250:LEU:O 2.70 0.45
1:G:65:MET:HG3 1:G:75:SER:HB2 1.98 0.45
2:H:187:ASP:O 2:H:190:HIS:HB2 2.16 0.45
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2:H:417:GLY:O 2:H:419:ALA:N 2.50 0.45
2:H:486:LYS:HG2 2:H:505:ILE:HD11 1.97 0.45
1:1:163:LYS:HG2 1:1:167:LYS:NZ 2.32 0.45
1:1:294:.LEU:CD1 1:1:299:ARG:HH12 2.29 0.45
1:1:383:GLU:HB2 1:1:438:ILE:HG23 1.98 0.45
1:1:93:ASP:0OD2 1:1:93:ASP:N 2.50 0.45
2:J:189:GLU:OE1 2:J:189:GLU:C 2.55 0.45
2:D:423:ALA:HB1 2:J:226:MET:CG 2.45 0.45
2:J:346:GLU:HG2 2:J:349:ALA:HA 1.97 0.45
2:J:164:ARG:HB3 2:J:551:ALA:HB2 1.98 0.45
2:J:98:LEU:C 2:J:98:LEU:HD12 2.36 0.45
1:K:468:ALA:O 1:K:471:ARG:HB3 2.17 0.45
1:K:89:VAL:O 1:K:89:VAL:HG12 2.16 0.45
2:B:562:ARG:HD2 2:1:225:ALA:0 2.17 0.45
2:L:31:LEU:HD12 2:1:336:ALA:HB2 1.98 0.45
2:L:61:GLY:O 2:L:62:ARG:C 2.54 0.45
1:A:231:ALA:HA 1:A:233:ARG:NH2 2.31 0.45
1:A:431:ASP:OD2 1:A:433:MET:N 2.50 0.45
2:B:385:ALA:O 2:B:389:GLU:HG3 2.16 0.45
2:B:75:HIS:O 2:B:77:ALA:N 2.49 0.45
1:C:345:PRO:HB3 1:C:415:ARG:NH1 2.32 0.45
1:C:616:ARG:HD2 1:C:630:GLU:OE1 2.16 0.45
2:D:221:ALA:O 2:D:224:PRO:HD2 2.16 0.45
2:D:465: TRP:HB3 | 2:D:467:ASN:HD21 1.80 0.45
1:E:135:ASN:CG 1:E:135:ASN:O 2.55 0.45
1:E:125:ILE:HD11 1:E:147:LEU:HD13 1.97 0.45
1:E:623:GLU:H 1:E:623:GLU:CD 2.18 0.45
2:F:308:ARG:NH2 2:F:343:GLU:HG3 2.31 0.45
2:F:445:PHE:HA 2:F:471:GLY:O 2.16 0.45
1:G:277:SER:HB3 1:G:485:ASP:0O 2.16 0.45
1:G:156:ALA:HB1 1:G:313:ILE:HD12 1.97 0.45
1:G:354:ASP:HB3 1:G:357:ALA:HB3 1.98 0.45
2:H:179:PRO:HD2 | 4:H:591:COA:H2A 1.97 0.45
2:H:83:VAL:HG13 2:H:84:ARG:N 2.31 0.45
1:1:343:GLU:H 1:1:343:GLU:CD 2.19 0.45
2:J:109: TYR:HE1 2:J:148:LEU:HD12 1.82 0.45
2:J:317:LEU:O 2:J:318:TYR:C 2.55 0.45
2:J:45:ASN:HB3 2:J:321:ILE:O 2.16 0.45
2:J:368:ALA:HB1 2:J:387:PHE:CZ 2.52 0.45
1:K:408:ALA:H 1:K:458: THR:HG22 1.82 0.45
2:L:412:LYS:HG3 2:1:412:LYS:H 1.55 0.45
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2:L:498:GLY:C 2:L:500:GLU:N 2.70 0.45
1:A:152:PRO:HA 1:A:316:VAL:HG23 1.98 0.45
1:A:271:LEU:O 1:A:272:ASN:CB 2.65 0.45
1:A:659:ARG:HG3 1:A:676:VAL:CG2 2.47 0.45
2:B:178:LEU:HG 4:B:591:COA:H61A 1.81 0.45
2:B:469:ARG:NH2 2:B:519:PRO:CD 2.80 0.45
2:B:472:VAL:CG1 2:L:181:GLN:HG2 2.47 0.45
2:B:500:GLU:N 2:B:500:GLU:OE2 2.48 0.45
1:C:102:LYS:O 1:C:106:SER:OG 2.26 0.45
1:C:403:MET:HE3 1:C:462:GLY:HA3 1.99 0.45
2:D:199:ALA:HB2 2:D:226:MET:CE 2.46 0.45
2:D:324:ASP:0O 2:D:325:SER:C 2.54 0.45
1:E:229:SER:C 1:E:231:ALA:H 2.20 0.45
1:E:322:GLU:OE2 1:E:337:ASN:ND2 2.50 0.45
2:F:100:LEU:HD13 2:F:159:ILE:CD1 2.45 0.45
2:F:321:ILE:O 2:F:321:1LE:HG22 2.17 0.45
2:F:438:THR:O 2:F:462:LEU:HA 2.16 0.45
1:G:198:ILE:HG23 1:G:248:LYS:HG2 1.98 0.45
1:G:452:LEU:CD2 1:G:474:LEU:CB 2.93 0.45
1:G:516:TRP:CG 1:G:555:LEU:HD21 2.52 0.45
1:G:605:VAL:HG12 1:1:96: VAL:CG1 2.26 0.45
2:H:83:VAL:CG2 2:H:136:ASN:O 2.65 0.45
2:H:154:.LEU:HD23 | 2:H:157:GLN:HE21 1.81 0.45
2:H:402:GLN:HE22 2:H:449:ASN:HA 1.78 0.45
1:1:346: VAL:CG1 1:1:383:GLU:HB2 2.46 0.45
1:1:343:GLU:O 1:1:346: VAL:HG22 2.17 0.45
2:J:378:ALA:H 2:J:418:ILE:CD1 2.30 0.45
1:K:392:GLU:O 1:K:394:ASP:N 2.50 0.45
1:K:516:TRP:HZ3 1:K:630:GLU:HA 1.82 0.45
1:A:50:GLN:NE2 1:A:123:GLN:HE21 2.15 0.45
1:A:677:LEU:CD2 | 1:A:711:LEU:HD11 2.47 0.45
2:B:497:LEU:HA 2:B:501:GLU:OE2 2.17 0.45
2:B:470:ILE:O 2:B:517:GLY:HA2 2.17 0.45
1:C:110:GLY:O 1:C:114:1ILE:HG22 2.17 0.45
1:C:132:LEU:HD22 1:C:132:LEU:N 2.31 0.45
1:C:504:LEU:O 1:C:505:PRO:O 2.34 0.45
1:C:605:VAL:HG12 | 1:E:96:VAL:HG12 1.98 0.45
2:D:456:ALA:C 2:D:457:TYR:HD?2 2.20 0.45
2:D:72:GLN:O 2:D:75:HIS:HB3 2.17 0.45
1:E:126:HIS:NE2 1:E:359:GLN:OFE1 2.49 0.45
1:E:387:TYR:HB3 1:E:389:GLU:HG3 1.98 0.45
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2:F:303:GLN:HA 2:F:303:GLN:OE1 2.16 0.45
2:F:507:ALA:HB3 2:F:508:PRO:CD 2.46 0.45
1:G:270:TYR:H 1:G:372:GLN:NE2 2.12 0.45
1:G:356:VAL:HA 1:G:359:GLN:OE1 2.17 0.45
1:G:67:SER:O 1:G:71:.LEU:.CD1 2.65 0.45
2:H:145:TYR:CE1 | 2:H:149: THR:HG22 2.52 0.45
2:H:446:GLY:C 2:H:448:GLY:N 2.70 0.45
2:D:389:GLU:CD 2:H:561:PHE:H 2.20 0.45
1:1:343:GLU:C 1:1:345:PRO:CD 2.85 0.45
1:1:376:PRO:O 1:.I.377:LEU:HB2 2.17 0.45
1:1:589: ARG:HG2 1:1:590: LEU:N 2.32 0.45
2:L:74:ARG:HE 2:L:78:ARG:HH12 1.64 0.45
1:A:534:HIS:O 2:B:363:HIS:CE1 2.69 0.45
1:A:656:SER:O 1:A:678:GLU:HG3 2.17 0.45
1:A:659:ARG:HG3 1:A:659:ARG:O 2.16 0.45
2:B:248:LYS:HG3 2:B:254:VAL:HG22 1.97 0.45
2:B:277:ALA:HB2 2:B:286:ILE:CD1 2.44 0.45
1:C:375:VAL:HA 1:C:376:PRO:HD2 1.76 0.45
1:C:441:GLY:HA3 1:C:446:GLU:HB3 1.99 0.45
1:C:561:ARG:NH1 1:C:632:VAL:CG2 2.79 0.45
2:D:255:VAL:HG22 2:D:256:SER:N 2.32 0.45
2:D:320:VAL:O 2:D:322:PRO:HD3 2.17 0.45
2:D:507:ALA:N 2:D:508:PRO:CD 2.76 0.45
2:D:507:ALA:HB3 2:D:508:PRO:CD 2.47 0.45
1:E:134:GLU:O 1:E:135:ASN:HB3 2.16 0.45
1:E:164:SER:OG 1:E:165:ALA:N 2.50 0.45
1:E:360:ILE:O 1:E:364:ARG:HG3 2.17 0.45
2:F:252:GLY:O 2:F:253:GLU:O 2.34 0.45
2:F:242:ALA:O 2:F:260:LEU:HD21 2.17 0.45
2:F:528:ASP:C 2:F:530:GLY:H 2.21 0.45
1:G:307:VAL:O 1:G:310:ALA:HB3 2.17 0.45
1:G:306:ALA:O 1:G:308:ARG:N 2.49 0.45
1:G:170:MET:CE 1:G:309:ALA:HB1 2.47 0.45
2:H:161:LEU:HD13 2:H:206:1LE:CD1 2.47 0.45
2:H:331:VAL:O 2:H:331:VAL:HG22 2.16 0.45
2:H:29:ALA:O 2:H:343:GLU:HA 2.17 0.45
4:H:591:COA:H122 | 4:H:591:COA:O1A 2.17 0.45
1:I:108:LEU:HA 1:1:132:LEU:CD1 2.47 0.45
1:1:135:ASN:CG 1:1:135:ASN:O 2.55 0.45
1:1:153:PRO:O 1:1:154:ALA:C 2.55 0.45
1:1:280:ARG:NH1 1:1:283:GLN:OE1 2.50 0.45
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1:1:299:ARG:HH11 1:1:299:ARG:HG3 1.81 0.45
2:J:144: THR:HG22 2:J:175:GLY:H 1.82 0.45
2:J:231:VAL:HG21 2:J:286:1LE:HG22 1.99 0.45
2:J:472:VAL:O 2:J:472: VAL:HG22 2.17 0.45
2:J:433:ARG:HB3 2:J:554:GLU:HB2 1.99 0.45
1:K:497:LEU:N 1:K:498:PRO:CD 2.80 0.45
1:K:549:ARG:NH2 1:K:571:PRO:HB3 2.32 0.45
1:A:123:GLN:OE1 1:A:123:GLN:N 2.49 0.45
1:C:298:LEU:HD21 | 1:C:325:LEU:CD1 2.47 0.45
1:C:416:VAL:HG22 1:C:437.LEU:HA 1.98 0.45
1:C:452:LEU:CD2 1:C:474.LEU:.CB 2.95 0.45
1:E:252:LYS:HB3 1:E:327:GLU:HG3 1.98 0.45
2:F:100:LEU:HD13 | 2:F:159:ILE:HD12 1.99 0.45
2:F:527. TRP:CZ3 2:H:186:PRO:HG3 2.52 0.45
2:F:533:ASP:O 2:F:534:PRO:C 2.54 0.45
2:F:89:ARG:HG3 2:F:89:ARG:NH?2 2.31 0.45
1:G:275:ASP:OD1 | 1:G:484:LEU:HD22 2.17 0.45
1:G:306:ALA:C 1:G:308:ARG:N 2.69 0.45
1:G:558:ARG:HB3 1:G:559:ASP:H 1.42 0.45
1:G:612:LEU:O 1:G:612:LEU:CD1 2.64 0.45
1:1:412:PRO:HB3 1:1:450:ARG:NH1 2.32 0.45
1:1:455:LEU:HD23 | 1:I:467:LEU:HD11 1.99 0.45
1:1:519:SER:HB2 1:1:613:ARG:NE 2.20 0.45
1:K:344:HIS:N 1:K:345:PRO:CD 2.80 0.45
1:K:384:VAL:CG2 | 1:K:451:LEU:HD21 2.43 0.45
2:1:223:VAL:N 2:L:224:PRO:HD2 2.32 0.45
2:1:424:LYS:NZ 2:L:563:MET:HA 2.31 0.45
2:L:83:VAL:O 2:L:87:ILE:HD13 2.17 0.45
1:A:396:LEU:O 1:A:398:ALA:N 2.50 0.45
1:A:675:VAL:HG21 1:A:699:CYS:SG 2.56 0.45
2:B:562:ARG:NH1 2:B:562:ARG:HG3 2.31 0.45
1:C:473:.ILE:CA 1:C:496:LEU:HD21 2.47 0.45
1:C:66:ARG:HH11 1:C:66:ARG:HB2 1.82 0.45
1:C:69:ARG:CZ 1:C:69:ARG:HB2 2.46 0.45
2:D:227:SER.:O 2:D:228:ASP:C 2.56 0.45
2:D:331:VAL:C 2:D:333:GLU:N 2.71 0.45
2:D:348:LYS:O 2:D:383:LYS:HE3 2.17 0.45
2:D:409:VAL:O 2:D:413:TYR:HD2 2.00 0.45
1:E:339:ARG:CG 1:E:339:ARG:NH1 2.79 0.45
1:E:601:ARG:HE 1:E:601:ARG:HB3 1.52 0.45
2:F:168:ILE:HG23 2:F:209:ILE:CG2 2.47 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:324:ASP:CG 2:F:327:GLN:HB2 2.38 0.45
1:G:232:GLN:CG 1:G:233:ARG:NH1 2.75 0.45
1:G:274:ARG:HD3 | 1:G:347:THR:OG1 2.17 0.45
1:G:340:LEU:HD?22 1:G:344:HIS:HB3 1.99 0.45
2:H:464:MET:O 2:H:531:VAL:HA 2.17 0.45
2:H:562:ARG:HH11 | 2:H:562:ARG:HG3 1.81 0.45
1:1:500:PRO:O 1:1:501:GLN:HB3 2.17 0.45
2:J:121:ALA:HB1 2:J:134:VAL:HG12 1.98 0.45
2:D:456:ALA:HA 2:J:188:ARG:HA 1.99 0.45
2:J:371:ALA:CB 2:J:401:LEU:HB2 2.47 0.45
1:K:382:ILE:HD12 1:K:448:ARG:N 2.32 0.45
1:K:548:ALA:HB1 1:K:568:HIS:O 2.17 0.45
2:L:312:TYR:O 2:L:313:PRO:C 2.55 0.45
2:L:549:LEU:CD2 2:L:553:ILE:HD11 2.47 0.45
2:L:549:LEU:HD23 2:L:553:ILE:HD11 1.99 0.45
1:A:607:ARG:NH1 1:A:607:ARG:HB3 2.32 0.44
2:B:465: TRP:CB 2:B:467:ASN:HD21 2.28 0.44
1:A:537:TRP:CZ2 | 2:B:543:LEU:HD22 2.52 0.44
2:B:367:ILE:HG21 | 2:B:545:LEU:HD11 1.98 0.44
1:C:612:LEU:HD12 1:C:612:LEU:O 2.17 0.44
2:D:345:ASP:0D2 2:D:345:ASP:N 2.49 0.44
2:D:487:ARG:HB2 | 2:D:497:LEU:HD22 1.99 0.44
2:F:35:1LE:O 2:F:37.PRO:HD3 2.17 0.44
2:F:414:GLU:OE2 2:H:240:PHE:HA 2.17 0.44
1:G:309:ALA:O 1:G:312:ALA:HB3 2.17 0.44
2:H:186:PRO:O 2:H:187:ASP:O 2.36 0.44
2:H:238: THR:HA 2:H:261:GLY:O 2.17 0.44
1:1:342: VAL:HG21 1:1:385:ARG:NH2 2.32 0.44
2:J:167:CYS:HB3 2:J:169:TYR:CE2 2.52 0.44
2:J:220:GLY:HA2 2:J:223: VAL:HG23 1.99 0.44
1:K:516: TRP:CH2 1:K:631:ALA:HB2 2.52 0.44
2:L:347:PHE:CE2 2:L:348:LYS:CG 3.00 0.44
2:L:75:HIS:NE2 2:L:80:LYS:HE2 2.32 0.44
1:A:649:LEU:HD11 1:A:689:PRO:CG 2.45 0.44
1:A:651:ALA:H 1:A:711:LEU:HD12 1.82 0.44
2:B:191:PHE:CD2 2:B:192:GLY:N 2.83 0.44
2:B:320:VAL:HG11 | 2:B:333:GLU:HB3 1.98 0.44
2:B:464:MET:HE2 2:B:519:PRO:HG3 2.00 0.44
2:B:534:PRO:O 2:B:537: THR:OG1 2.35 0.44
2:D:470:1LE:O 2:D:470:1LE:HG23 2.17 0.44
2:D:476:GLU:CD 2:D:476:GLU:N 2.70 0.44
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2:F:106:HIS:O 2:F:108:VAL:HG23 2.17 0.44
2:F:130:GLU:N 2:F:130:GLU:OE2 2.42 0.44
1:G:450:ARG:O 1:G:453:ALA:HB3 2.17 0.44
1:G:497:LEU:N 1:G:498:PRO:CD 2.78 0.44
1:G:533:PRO:HD2 1:G:534:HIS:CD2 2.52 0.44
1:G:566:LEU:C 1:G:567:ARG:HD3 2.38 0.44
1:G:76: VAL:HA 1:G:94:1LE:O 2.17 0.44
1:1:416:VAL:HG22 1:1:437:LEU:HA 1.99 0.44
1:1:448:ARG:HG2 1:1:474:LEU:HD22 1.99 0.44
2:J:219:GLY:C 2:J:221:ALA:H 2.21 0.44
2:D:188:ARG:HG3 2:J:455:ARG:O 2.17 0.44
2:J:481:VAL:HA 2:J:484:GLN:HB3 1.98 0.44
2:J:497.LEU:HG 2:J:501:GLU:HB2 1.99 0.44
2:J:464:MET:HE1 2:J:519:PRO:HA 1.99 0.44
1:K:175:VAL:O 1:K:177:LEU:HD23 2.17 0.44
1:K:348:GLU:HG2 1:K:353:LEU:O 2.17 0.44
2:L:56:LEU:HD11 2:L:60:LEU:HD11 1.98 0.44
1:A:346:VAL:HG23 1:A:347: THR:N 2.32 0.44
1:A:263:ASP:0OD2 1:A:368:LEU:HG 2.17 0.44
1:A:470:LEU:CA 1:A:473:ILE:HG22 2.42 0.44
1:A:650:SER:HB2 1:A:711:LEU:H 1.82 0.44
2:B:403:ASN:CG 2:B:442:GLY:HA3 2.38 0.44
1:C:281:ARG:NH?2 1:C:395:PHE:HD?2 2.16 0.44
2:D:386:HIS:CD2 2:D:386:HIS:O 2.71 0.44
2:D:433:ARG:HH11 | 2:D:433:ARG:CG 2.27 0.44
2:D:89:ARG:CG 2:D:89:ARG:HH21 2.26 0.44
1:E:371:THR:HG23 | 1:E:374:GLN:HG3 1.98 0.44
2:F:332:ARG:HG3 | 2:F:332:ARG:HH11 1.81 0.44
2:F:417:GLY:O 2:F:419:ALA:N 2.50 0.44
1:G:104:ALA:HA 1:G:108:LEU:CD1 2.47 0.44
1:G:139:ALA:HA 1:G:142:CYS:HB3 1.99 0.44
1:G:71:.LEU:HB3 1:G:73:ILE:HD12 2.00 0.44
2:H:513:TYR:CD1 2:H:513:TYR:N 2.85 0.44
1:1:440: TRP:CD1 1:1:441:GLY:N 2.85 0.44
1:K:294:LEU:HB2 | 1:K:298:LEU:HD?22 1.98 0.44
1:K:437:LEU:N 1:K:437:LEU:HD12 2.33 0.44
1:K:47:ARG:HG2 1:K:148:LEU:HD11 1.99 0.44
2:L:402:GLN:NE2 2:1:449:ASN:HD22 2.15 0.44
1:A:299:ARG:C 1:A:301:ALA:H 2.21 0.44
1:A:306:ALA:HB1 1:A:321:VAL:CG2 2.46 0.44
2:B:180:ARG:HG3 | 2:B:180:ARG:HH11 1.81 0.44
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2:B:285:ALA:O 2:B:289:ARG:HG2 2.16 0.44
2:B:324:ASP:O 2:B:325:SER:C 2.56 0.44
2:D:161:LEU:HB2 2:D:201:MET:CE 2.46 0.44
1:E:107:TYR:CB 1:E:131:PHE:CD?2 3.00 0.44
1:E:201:PRO:CD 1:E:328:ARG:HH21 2.30 0.44
2:F:446:GLY:O 2:F:447:ALA:C 2.53 0.44
2:F:365:TYR:CB 2:F:545:LEU:HD13 2.47 0.44
1:G:114:ILE:HD12 | 1:G:147:LEU:HD13 1.98 0.44
1:G:466:ASN:O 1:G:469:PHE:HB3 2.16 0.44
1:G:547:LEU:HD11 2:H:64:HIS:CE1 2.51 0.44
1:G:60:ILE:HD12 1:G:60:ILE:O 2.16 0.44
2:H:81:LEU:HD23 2:H:82:LEU:N 2.31 0.44
1:1:287:GLU:HG2 1:1:343:GLU:HG3 2.00 0.44
1:1:445:GLU:HB3 1:1:448:ARG:HH21 1.83 0.44
1:1:605:VAL:CG2 1:1:605: VAL:O 2.63 0.44
2:J:362:LEU:HD21 2:J:538:ARG:HG2 1.99 0.44
1:K:412:PRO:HB3 | 1:K:450:ARG:HH11 1.83 0.44
2:L:125:ARG:HD2 2:L:128:GLY:HA2 1.99 0.44
1:A:188:LEU:HD23 | 1:A:228:LEU:CD2 2.39 0.44
1:A:358: TRP:HH2 | 1:A:370:LEU:HD12 1.81 0.44
1:A:413:GLY:N 1:A:450:ARG:HH11 2.15 0.44
1:A:388:ALA:HB2 | 1:A:434:LEU:HD11 2.00 0.44
1:A:705:VAL:HG12 | 1:A:709: THR:HG21 2.00 0.44
2:B:186:PRO:HG3 2:L:527: TRP:CH2 2.52 0.44
2:B:246:LEU:HD12 2:B:246:LEU:H 1.82 0.44
2:B:507:ALA:HB3 2:B:508:PRO:CD 2.47 0.44
2:D:303:GLN:NE2 2:F:297:ARG:HD2 2.33 0.44
2:D:378:ALA:HB3 2:D:379:GLU:OE1 2.18 0.44
2:D:396:1LE:O 2:D:434:VAL:HG21 2.18 0.44
1:E:105:ASP:0O 1:E:109:ARG:HD2 2.17 0.44
1:E:170:MET:SD 1:E:309:ALA:CB 3.03 0.44
1:E:289:ALA:O 1:E:350:ILE:HG21 2.16 0.44
1:E:389:GLU:O 1:E:390:ASP:HB2 2.17 0.44
1:E:470:LEU:HA 1:E:473:1LE:HG23 1.98 0.44
2:F:234:ARG:HD2 2:F:276:TYR:OH 2.17 0.44
1:G:201:PRO:CB 1:G:251:LEU:HD11 2.47 0.44
1:G:261:PHE:O 1:G:368:LEU:HD21 2.16 0.44
1:G:607:ARG:HB2 1:G:607:ARG:CZ 2.47 0.44
2:H:307:PRO:HB3 2:H:363:HIS:CD2 2.38 0.44
2:H:348:LYS:O 2:H:383:LYS:HE3 2.17 0.44
1:1:112:ARG:HG3 1:1:112:ARG:NH1 2.33 0.44
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1:I:270:TYR:H 1:1:372:GLN:NE2 2.12 0.44
1:1:294:LEU:O 1:1:294:LEU:HD12 2.17 0.44
1:1:320: THR:O 1:1:336: MET:HG2 2.18 0.44
1:1:371: THR:O 1:1:374: GLN:HB2 2.17 0.44
1:1:446:GLU:HG2 1:1:450:ARG:HH21 1.82 0.44
1:1:278.ILE:CG2 1:1:473:ILE:HD11 2.42 0.44
1:1:546:ALA:HB3 2:J:60:LEU:CD1 2.48 0.44
1:1:596:ASP:HB3 1:I:612.LEU:HG 2.00 0.44
1:I:516: TRP:CD2 1:1:613:ARG:NH?2 2.85 0.44
2:J:157:GLN:OE1 2:J:194:.1LE:HG23 2.17 0.44
2:J:220:GLY:O 2:J:223: VAL:HG23 2.17 0.44
2:J:351:PHE:O 2:J:352:GLY:C 2.54 0.44
2:J:484:GLN:CA 2:J:484:GLN:NE2 2.75 0.44
2:J:486:LYS:CG 2:J:497:LEU.HD?22 2.48 0.44
1:K:135:ASN:HB2 1:K:137:ASP:OD1 2.17 0.44
1:K:85:HIS:NE2 1:K:424:ASP:0OD1 2.50 0.44
1:K:588:TYR:N 1:K:588:TYR:HD1 2.14 0.44
2:L:316:GLU:CB 2:L:337:ARG:HE 2.31 0.44
2:L:518:HIS:O 2:L:521:TYR:N 2.51 0.44
2:L:525:ARG:CG 2:1L:525:ARG:NH1 2.75 0.44
1:A:500:PRO:O 1:A:501:GLN:HB3 2.17 0.44
1:A:81:ASP:HB3 1:A:100:GLY:C 2.37 0.44
2:B:489:GLN:HA 2:B:492: ARG:HE 1.82 0.44
2:B:498:GLY:C 2:B:500:GLU:N 2.71 0.44
2:B:81:LEU:HD23 2:B:81:LEU:HA 1.69 0.44
2:B:28:MET:HG2 1:C:633:ASP:0OD2 2.17 0.44
2:D:176:ALA:H 4:D:591:COA:H21 1.81 0.44
2:D:289:ARG:O 2:D:293:ASN:ND2 2.51 0.44
2:D:300:GLY:O 2:D:301:GLN:CB 2.66 0.44
1:E:396:LEU:HD12 | 1:E:464:ARG:NH1 2.33 0.44
1:E:421:ARG:O 1:E:422:GLU:C 2.55 0.44
1:E:598:LEU:C 1:E:598:LEU:HD12 2.38 0.44
2:F:373:ASN:HD22 2:F:373:ASN:HA 1.43 0.44
1:G:191:PHE:CE2 | 1:G:228:LEU:HD13 2.53 0.44
1:G:217:VAL:HG21 | 1:G:249:TYR:CD1 2.53 0.44
1:G:200: TYR:OH 1:G:224:LEU:CD2 2.65 0.44
1:G:518:GLN:HB2 | 1:G:590:LEU:HD23 2.00 0.44
1:G:59:GLU:HB3 1:G:419:GLY:N 2.32 0.44
2:H:499:VAL:O 2:H:499:VAL:HG12 2.18 0.44
1:1:536:PRO:HD3 2:J:363:HIS:CD2 2.53 0.44
1:K:289:ALA:HB1 1:K:350:ILE:HD13 1.98 0.44
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2:L:270:SER:OG 2:L:272:VAL:HG23 2.18 0.44
2:L:286:ILE:O 2:L:289:ARG:HB2 2.17 0.44
2:1:365: TYR:HB2 2:L:545:LEU:CD1 2.42 0.44
2:L:455:ARG:HD3 2:L:455:ARG:HA 1.77 0.44
2:L:516:GLN:HA 2:L:521:TYR:CD2 2.53 0.44
1:A:202: VAL:HA 1:A:249:TYR:H 1.83 0.44
1:A:261:PHE:CE1 1:A:358:TRP:HB3 2.53 0.44
1:A:470:LEU:O 1:A:471:ARG:C 2.55 0.44
2:B:102:ALA:C 2:B:104:ALA:H 2.20 0.44
2:B:311:LEU:HB2 2:B:312:TYR:CE1 2.53 0.44
2:B:546:SER:HA 2:B:549:LEU:HD12 2.00 0.44
1:C:202: VAL:HA 1:C:249:TYR:H 1.82 0.44
1:C:345:PRO:HB3 1:C:438:ILE:HD13 1.99 0.44
1:C:342:VAL:HG11 | 1:C:385:ARG:NH2 2.33 0.44
1:C:60:ILE:O 1:C:63:ARG:HB3 2.17 0.44
2:D:108:VAL:HG11 | 2:D:148:LEU:HD11 1.98 0.44
2:D:170:.LEU:HD23 | 2:D:211:VAL:CG2 2.47 0.44
2:D:234:ARG:HA 2:D:263:ALA:HB3 1.98 0.44
4:D:591:COA:H62A | 4:D:591:COA:H62 1.83 0.44
1:E:205:LYS:HB3 1:E:206:ALA:H 1.61 0.44
1:E:47:ARG:CG 1:E:48:SER:N 2.77 0.44
1:E:500:PRO:O 1:E:501:GLN:CB 2.65 0.44
1:E:54:VAL:HG13 1:E:64:VAL:HG11 2.00 0.44
1:E:603:ASP:O 1:E:605:VAL:HG13 2.17 0.44
1:G:451:LEU:HD23 | 1:G:474:LEU:HD21 2.00 0.44
2:H:161:LEU:HD12 2:H:161:LEU:C 2.38 0.44
2:H:435:PRO:HG3 | 2:H:460:ARG:NH2 2.33 0.44
2:H:401:LEU:HD?23 2:H:439:VAL:HB 2.00 0.44
1:1:47:ARG:NH2 1:1:148:LEU:HD22 2.33 0.44
1:1:473:.1LE:O 1:1:473:ILE:HG12 2.17 0.44
2:J:140:VAL:O 2:J:141:LYS:C 2.55 0.44
2:J:53:VAL:HG12 2:J:57:ARG:NH1 2.33 0.44
1:K:114:ILE:HD13 1:K:138:PHE:CE2 2.52 0.44
1:K:296:ALA:O 1:K:299:ARG:HB3 2.18 0.44
1:K:396:LEU:HB2 1:K:464:ARG:NH2 2.33 0.44
1:K:78: VAL:HG12 1:K:96:VAL:HG23 1.99 0.44
2:1.:169: TYR:N 2:L:169: TYR:CD2 2.85 0.44
2:L:169: TYR:N 2:L:169: TYR:HD?2 2.15 0.44
2:L:209:ILE:HG22 2:L:209:ILE:O 2.18 0.44
2:1L:338:LEU:O 2:L:538:ARG:NH1 2.51 0.44
1:A:127:PRO:HB2 1:A:133:SER:HB3 2.00 0.44
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1:A:522:GLY:O 1:A:523:HIS:HB2 2.18 0.44
1:A:586:SER:HB2 1:A:587:GLN:H 1.52 0.44
1:C:152:PRO:HD2 1:C:157:1ILE:HD11 1.99 0.44
1:C:306:ALA:HB1 | 1:C:321:VAL:HG21 2.00 0.44
1:C:415:ARG:HD3 1:C:438:ILE:HD12 2.00 0.44
1:C:416:VAL:HG22 | 1:C:437:LEU:CD1 2.47 0.44
1:C:497.LEU:N 1:C:498:PRO:CD 2.81 0.44
1:C:49:ILE:CD1 1:C:49:ILE:N 2.72 0.44
2:D:101:SER:CB 2:D:526:LEU:HD23 2.47 0.44
2:D:100:LEU:O 2:D:101:SER:C 2.55 0.44
2:D:521:TYR:CE1 2:D:525:ARG:NH1 2.86 0.44
2:D:536:GLN:O 2:D:537:THR:C 2.55 0.44
2:D:549:LEU:HD23 2:D:549:LEU:HA 1.73 0.44
1:E:186:GLN:NE2 1:E:189:GLU:HB2 2.33 0.44
1:E:320: THR:OG1 1:E:341:GLN:HG3 2.16 0.44
2:F:301:GLN:HA 2:F:301:GLN:NE2 2.32 0.44
2:F:311:LEU:HG 2:F:342:SER:CB 2.45 0.44
2:F:402:GLN:OE1 2:F:452:MET:HB2 2.18 0.44
2:F:491:GLU:HA 2:F:495:GLN:O 2.17 0.44
2:F:106:HIS:HB3 2:F:524:ALA:HB2 1.99 0.44
1:G:232:GLN:HB2 1:G:233:ARG:H 1.66 0.44
1:G:525:ARG:HB3 1:G:531:ASP:OD1 2.18 0.44
1:G:550:GLU:HG2 1:G:567:ARG:CZ 2.48 0.44
1:1:135:ASN:O 1:1:136:ALA:C 2.56 0.44
1:1:166:ALA:C 1:1:168:ALA:N 2.69 0.44
1:I:171:GLU:HB2 1:I.177:LEU:HD11 2.00 0.44
1:1:320: THR:HG21 1:1:341:GLN:HB2 1.99 0.44
2:J:220:GLY:HA2 2:J:223:VAL:CG2 2.48 0.44
2:J:42:PHE:CE1 2:J:319:GLY:HA3 2.51 0.44
2:J:329:TYR:OH 2:J:441.1LE:CD1 2.66 0.44
2:J:469:ARG:CG 2:J:469:ARG:HH21 2.12 0.44
1:K:333:PHE:CD1 1:K:333:PHE:C 2.91 0.44
1:K:340:LEU:CD1 | 1:K:359:GLN:HE22 2.31 0.44
2:L:344:PHE:CZ 2:L:358:GLY:HA3 2.52 0.44
1:A:451:LEU:CD2 | 1:A:474:LEU:HD11 2.48 0.44
1:A:700:SER:O 1:A:701:GLU:C 2.56 0.44
2:B:191:PHE:HA 2:B:194:.1LE:HD13 2.00 0.44
2:B:242:ALA:O 2:B:260:LEU:HD21 2.18 0.44
2:B:294:LEU:HA 2:B:294:LEU:HD23 1.55 0.44
2:B:393:GLN:HB3 | 2:B:393:GLN:HE21 1.59 0.44
1:C:253:PRO:HG2 1:C:486: THR:OG1 2.18 0.44
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1:E:179:PRO:HD?2 1:E:248:LYS:CB 2.48 0.44
1:G:127:PRO:HB2 1:G:133:SER:HA 2.00 0.44
1:G:217:VAL:CG2 1:G:249:TYR:CD1 3.01 0.44
1:G:251:LEU:N 1:G:251:LEU:HD12 2.33 0.44
1:G:273:GLU:N 1:G:273:GLU:OE1 2.51 0.44
1:G:440: TRP:CD1 1:G:441:GLY:N 2.86 0.44
1:G:414:ARG:CB 1:G:454:MET:SD 3.06 0.44
1:G:612:LEU:HD12 1:G:612:LEU:H 1.83 0.44
1:1:126:HIS:HE2 1:1:356: VAL:HG22 1.83 0.44
1:1:336: MET:CE 1:1:338: THR:HG23 2.47 0.44
2:J:239:.ILE:O 2:J:266:HIS:NE2 2.51 0.44
2:J:321:ILE:HA 2:J:321:ILE:HD13 1.83 0.44
1:K:114:ILE:O 1:K:118:LEU:HD23 2.18 0.44
2:L:140:VAL:O 2:L:141:LYS:C 2.56 0.44
2:L:250:ALA:O 2:L:252:GLY:N 2.51 0.44
2:L:74:ARG:NH2 2:L:78:ARG:NH1 2.54 0.44
1:A:203:LEU:CG 1:A:204:LEU:N 2.73 0.43
1:A:442:GLU:N 1:A:442:GLU:OE2 2.45 0.43
2:B:155:ARG:CZ 2:B:159:.ILE:HD11 2.48 0.43
2:B:507:ALA:N 2:B:508:PRO:HD2 2.33 0.43
2:B:59:LEU:O 2:B:63:ILE:HG13 2.18 0.43
1:C:60:ILE:HD13 1:C:129:TYR:CZ 2.53 0.43
1:C:596:ASP:CG 1:C:612:LEU:HD23 2.38 0.43
1:E:132:LEU:CB 1:E:138:PHE:CD?2 3.00 0.43
1:E:304:GLU:C 1:E:307:-VAL:HG12 2.36 0.43
2:F:287:ALA:O 2:F:288:ARG:C 2.56 0.43
2:F:400:PHE:CE2 2:F:453:CYS:HB2 2.52 0.43
1:G:278:ILE:HD13 1:G:286:VAL:O 2.18 0.43
1:G:295:GLY:O 1:G:297:GLU:N 2.51 0.43
1:G:350:ILE:HG13 1:G:351: THR:N 2.32 0.43
2:H:218:ALA:HB2 2:H:241:LEU:O 2.18 0.43
2:H:243:GLY:C 2:H:245:PRO:CD 2.87 0.43
2:H:83:VAL:HG12 2:H:84:ARG:H 1.82 0.43
1:1:263:ASP:C 1:1:265:HIS:H 2.21 0.43
1:I:51:ARG:O 1:1:122:ALA:HB1 2.18 0.43
2:J:302:LEU:CD1 2:J:549:LEU:HD11 2.47 0.43
2:J:426:VAL:HG13 2:J:451:GLY:HA2 2.00 0.43
2:J:423:ALA:O 2:J:426: VAL:HG23 2.18 0.43
2:L:100:LEU:O 2:L:101:SER:C 2.57 0.43
2:L:237:ALA:C 2:L:238: THR:HG23 2.37 0.43
2:L:71:ALA:HA 2:L:74:ARG:HB3 1.99 0.43
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1:A:278:ILE:HG23 1:A:488:PHE:CD2 2.53 0.43
1:A:251:LEU:HD11 | 1:A:328:ARG:NH2 2.33 0.43
1:A:344:HIS:CG 1:A:345:PRO:HD3 2.53 0.43
1:A:497:LEU:O 1:A:498:PRO:O 2.36 0.43
2:B:72:GLN:O 2:B:75:HIS:HB3 2.18 0.43
1:C:138:PHE:HD1 1:C:142:CYS:HB2 1.78 0.43
1:C:274:ARG:HH11 | 1:C:347:THR:HG1 1.59 0.43
1:C:300:ARG:NH1 1:C:300:ARG:CB 2.76 0.43
1:C:350:ILE:HD12 1:C:351:THR:N 2.34 0.43
1:C:587:GLN:HA 1:C:587:GLN:OE1 2.18 0.43
1:E:60:ILE:HA 1:E:60:ILE:HD12 1.70 0.43
2:F:123:ILE:HA 2:F:131:CYS:O 2.18 0.43
2:F:223:VAL:N 2:F:224:PRO:HD?2 2.33 0.43
2:F:509:ILE:N 2:F:509:ILE:HD13 2.32 0.43
1:G:291:ALA:HA 1:G:292:PRO:HD3 1.82 0.43
1:G:325:LEU:C 1:G:325:LEU:HD23 2.38 0.43
1:G:64:VAL:HG21 1:G:126:HIS:CD2 2.53 0.43
2:H:489:GLN:O 2:H:493:ALA:HB2 2.18 0.43
1:1:170:MET:SD 1:1:309:ALA:CB 3.06 0.43
1:1:170:MET:SD 1:1:309:ALA:HB1 2.57 0.43
1:1:328:ARG:HH11 1:1:328:ARG:CB 2.31 0.43
1:1:416:VAL:HG22 1:1:437:LEU:HG 2.00 0.43
1:1:486: THR:HG22 1:1:486: THR.:O 2.17 0.43
2:J:255:VAL:HG22 2:J:256:SER:N 2.33 0.43
2:J:288:ARG:HH21 | 2:J:288:ARG:HG2 1.83 0.43
2:J:486:LYS:HE2 2:J:497:LEU:-HD13 2.01 0.43
1:K:439:ALA:CB 1:K:451:LEU:HB2 2.45 0.43
2:L:195:PHE:HB3 2:L:226:MET:CE 2.48 0.43
2:L:49:MET:HE3 2:L:321:1ILE:HG21 2.00 0.43
2:B:125:ARG:HD2 2:B:128:GLY:HA2 2.00 0.43
2:B:194:1LE:H 2:B:194:ILE:CD1 2.31 0.43
2:D:102:ALA:C 2:D:104:ALA:H 2.21 0.43
2:D:316:GLU:HB2 2:D:337:ARG:HE 1.83 0.43
2:D:60:LEU:O 2:D:64:HIS:ND1 2.46 0.43
2:D:87:ILE:HG22 2:D:88:ASN:N 2.33 0.43
1:E:278:ILE:HD12 1:E:278:1ILE:N 2.03 0.43
1:E:340:LEU:HD23 1:E:340:LEU:HA 1.49 0.43
1:E:437:LEU:N 1:E:437:LEU:HD12 2.32 0.43
1:E:489:ILE:HG23 1:E:490:ALA:H 1.83 0.43
2:F:212:VAL:CG2 2:F:232:MET:HG2 2.48 0.43
1:G:444:ARG:HG2 | 1:G:444:ARG:NH1 2.27 0.43
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2:H:144:THR:HG21 | 4:H:591:COA:C5A 2.48 0.43
2:H:338:LEU:HD23 | 2:H:538:ARG:HB2 2.00 0.43
2:H:533:ASP:HB3 2:H:536:GLN:NE2 2.29 0.43
1:1:476:HIS:ND1 1:1:477:PRO:CD 277 0.43
2:J:317:LEU:O 2:J:320:VAL:N 2.47 0.43
1:K:440:TRP:CG 1:K:441:GLY:N 2.86 0.43
1:K:58:GLY:O 1:K:60:ILE:N 2.52 0.43
2:L:242:ALA:HA 2:L:246:LEU:HD12 2.01 0.43
2:L:300:GLY:O 2:L:301:GLN:HG3 2.17 0.43
2:L:45:ASN:HB3 2:L:321:ILE:O 2.18 0.43
1:A:300:ARG:NH2 1:A:304:GLU:OE1 2.51 0.43
1:A:311:GLN:HA 1:A:311:GLN:OE1 2.18 0.43
2:B:51:GLU:HA 2:B:54:ASN:ND2 2.32 0.43
1:C:136:ALA:HB1 1:C:154:ALA:HB1 2.00 0.43
1:C:350:ILE:HD12 | 1:C:351:THR:HG22 1.99 0.43
1:E:413:GLY:HA3 1:E:450:ARG:NH1 2.33 0.43
2:F:31:LEU:HD12 2:F:336:ALA:HB2 2.00 0.43
2:F:321:ILE:HD13 2:F:329:TYR:CE2 2.53 0.43
2:F:338:LEU:HD21 2:F:537:THR:CB 2.47 0.43
2:F:435:PRO:HD2 2:F:553:ILE:HD12 2.00 0.43
1:G:198:ILE:HG23 1:G:248:.LYS:CG 2.49 0.43
1:G:404:LEU:HD21 | 1:G:612:LEU:HD11 2.01 0.43
1:G:384:VAL:HB 1:G:470:LEU:CD1 2.49 0.43
2:H:244:PRO:HA 2:H:247:-VAL:HG12 2.01 0.43
1:1:512:ALA:HB2 1:1:620:LEU:HD23 2.00 0.43
1:1:540:ASN:HA 2:J:94:GLY:O 2.19 0.43
2:J:403:ASN:HA 2:J:443:GLY:H 1.84 0.43
1:K:500:PRO:O 1:K:501:GLN:CB 2.64 0.43
1:K:549:ARG:NH2 1:K:571:PRO:CB 2.82 0.43
1:K:59:GLU:OE2 1:K:436:LYS:NZ 2.51 0.43
2:L:277:ALA:HB2 2:1:286:1LE:HD12 2.00 0.43
2:L:311:LEU:C 2:L:312: TYR:CD1 2.92 0.43
2:1:412:LYS:HB2 2:L:412:LYS:HE3 1.78 0.43
1:A:149:PHE:O 1:A:151:GLY:N 2.01 0.43
1:A:169:LEU:HD12 1:A:169:LEU:N 2.33 0.43
1:A:225:ALA:O 1:A:228:LEU:HB3 2.18 0.43
1:A:392:GLU:O 1:A:394:ASP:N 2.51 0.43
1:A:463:LEU:HD22 1:A:464:ARG:H 1.84 0.43
1:A:549:ARG:CG | 1:A:549:ARG:HH11 2.32 0.43
2:B:255:VAL:HG22 2:B:256:SER:N 2.33 0.43
2:B:272:VAL:O 2:B:272:VAL:HG12 2.19 0.43
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2:B:412:LYS:CG 2:B:413:TYR:N 2.82 0.43
2:B:49:MET:O 2:B:52:GLN:HB2 2.18 0.43
1:C:445:GLU:OE1 1:C:445:GLU:HA 2.17 0.43
1:C:384:VAL:HG13 | 1:C:470:LEU:HD22 2.00 0.43
1:C:77:ALA:HB1 1:C:88:HIS:HD?2 1.84 0.43
2:D:371:ALA:CB 2:D:401:LEU:HB2 2.49 0.43
1:E:203:LEU:HG 1:E:204:LEU:N 2.34 0.43
1:E:251:LEU:HD11 | 1:E:328:ARG:NH1 2.33 0.43
1:E:288:GLU:HB3 1:E:382:ILE:HG12 1.99 0.43
1:E:452:LEU:CD1 1:E:452:LEU:O 2.66 0.43
1:E:549:ARG:CG 1:E:549:ARG:HH11 2.05 0.43
2:F:157:GLN:HE21 2:F:197:ASN:CB 2.32 0.43
2:F:238: THR:HA 2:F:261:GLY:O 2.18 0.43
2:F:282:HIS:O 2:F:285:ALA:HB3 2.18 0.43
2:F:315:GLU:C 2:F:317:LEU:N 2.69 0.43
2:F:375:ILE:N 2:F:375:1LE:CD1 2.73 0.43
2:F:382:GLN:OE1 2:F:421:HIS:CE1 2.71 0.43
2:F:507:ALA:HB3 2:F:508:PRO:HD3 2.00 0.43
1:G:169:LEU:HD12 1:G:169:LEU:N 2.33 0.43
2:H:212:VAL:HG12 | 2:H:237:ALA:HB1 2.00 0.43
2:H:347:PHE:O 2:H:348:LYS:C 2.56 0.43
2:H:407:PHE:CD1 2:H:407:PHE:N 2.86 0.43
2:H:68:GLY:C 2:H:70:ALA:H 2.21 0.43
1:I:108:LEU:HA 1:1:132:LEU:HD11 1.99 0.43
1:I:294:.LEU:HD11 1:1:299:ARG:NH1 2.31 0.43
1:1:375:VAL:HA 1:1:376:PRO:HD2 1.70 0.43
1:1:508:PHE:O 1:I:511:ALA:N 2.01 0.43
2:J:216:CYS:O 2:J:216:CYS:SG 2.76 0.43
2:J:370:LEU:HD11 2:J:387:PHE:HD2 1.83 0.43
1:K:276:CYS:HB2 1:K:284:LYS:HE2 2.01 0.43
1:K:384:VAL:HG11 | 1:K:470:LEU:HD13 2.00 0.43
1:K:516:TRP:CZ3 1:K:630:GLU:HA 2.53 0.43
2:1:223:VAL:O 2:L:227:SER:OG 2.36 0.43
2:L:536:GLN:O 2:L:537: THR:C 2.57 0.43
1:A:190: THR:HA 1:A:193:ARG:HD3 1.99 0.43
1:A:224:LEU:HD23 1:A:224:LEU:O 2.19 0.43
1:A:304:GLU:HB3 1:A:308:ARG:NH2 2.34 0.43
1:A:69:ARG:NH2 1:A:91:GLU:O 2.47 0.43
2:B:180:ARG:HG3 | 2:B:180:ARG:NH1 2.33 0.43
2:B:469:ARG:HD3 2:B:518:HIS:HA 2.00 0.43
2:D:121:ALA:HB1 | 2:D:134:VAL:HG22 1.98 0.43
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2:D:414:GLU:C 2:D:416:GLY:H 2.21 0.43
2:D:90:LEU:O 2:D:288:ARG:NH2 2.51 0.43
1:E:135:ASN:O 1:E:136:ALA:C 2.57 0.43
1:E:169:LEU:O 1:E:173:ALA:HB2 2.18 0.43
1:E:437:LEU:CD2 1:E:455:LEU:CD2 2.97 0.43
1:E:516:TRP:CE2 1:E:613:ARG:NH2 2.86 0.43
2:F:170:LEU:HD23 2:F:211:VAL:HB 2.01 0.43
2:F:381:ALA:HA 2:F:425:LEU:HD13 1.99 0.43
2:F:476:GLU:H 2:F:476:GLU:CD 2.22 0.43
1:G:232:GLN:H 1:G:233:ARG:CZ 2.32 0.43
1:G:470:LEU:O 1:G:471:ARG:C 2.56 0.43
1:G:516:TRP:CD1 | 1:G:555:LEU:HD21 2.53 0.43
1:1:384:VAL:HG11 1:1:470:LEU:-HD?22 1.99 0.43
1:I:553:LEU:HD12 1:1:566:LEU:CD1 2.48 0.43
2:J:100:LEU:HG 2:J:122:GLY:HA2 2.00 0.43
2:J:150:VAL:HG21 | 2:J:184:VAL:HG13 2.01 0.43
2:J:341:GLY:O 2:J:343:GLU:HG2 2.19 0.43
1:K:488:PHE:CE1 1:K:492:HIS:ND1 2.81 0.43
2:1:313:PRO:HD2 2:L:316:GLU:OE1 2.19 0.43
2:1L:478:ALA:O 2:1:482:LEU:HB2 2.19 0.43
2:L:68:GLY:C 2:L:70:ALA:N 2.72 0.43
1:A:673: THR:HA 1:A:687:ARG:HA 1.99 0.43
2:B:351:PHE:O 2:B:383:LYS:HD?2 2.18 0.43
2:B:74:ARG:O 2:B:77:ALA:HB3 2.19 0.43
1:C:443: THR:0OG1 1:C:444:ARG:N 2.51 0.43
1:C:536:PRO:HD3 2:D:363:HIS:HD2 1.83 0.43
2:D:375:ILE:CG2 2:D:376:LEU:H 2.20 0.43
2:D:476:GLU:CA 2:D:510:LEU:HD21 2.49 0.43
1:E:289:ALA:HB1 1:E:350:ILE:CD1 2.44 0.43
1:E:351: THR:HA 1:E:376:PRO:HG2 2.01 0.43
1:E:392: GLU:OE2 1:E:500:PRO:HD3 2.18 0.43
1:A:361:ARG:NH2 1:E:442:GLU:OE2 2.51 0.43
1:E:412:PRO:HB3 1:E:450:ARG:CZ 2.48 0.43
1:E:613:ARG:HG2 1:E:614:ARG:H 1.83 0.43
2:F:167:CYS:HB3 2:F:169: TYR:CE2 2.54 0.43
2:F:536:GLN:HA 2:F:539:GLU:HG3 2.00 0.43
1:G:150:LEU:HD21 | 1:G:363:ALA:HB3 2.01 0.43
2:H:127:GLU:OE2 2:H:292:ALA:HB2 2.19 0.43
2:H:184:VAL:HG12 2:H:184:VAL:O 2.18 0.43
2:H:270:SER:OG 2:H:271:GLY:N 2.51 0.43
1:1:339:ARG:HG3 1:1:339:ARG:HH11 1.83 0.43
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1:1:428: PRO:HG2 1:1:429:PHE:N 2.34 0.43
1:1:534:HIS:HB3 2:J:307:PRO:CG 2.48 0.43
2:J:68:GLY:C 2:J:70:ALA:N 2.72 0.43
2:J:98:LEU:C 2:J:98:LEU:CD1 2.87 0.43
1:A:663:GLU:CG 1:A:666:GLN:HB2 2.49 0.43
1:A:669:GLU:HB3 1:A:670:ALA:H 1.69 0.43
1:A:673: THR:HG21 1:A:685:SER:OG 2.18 0.43
2:B:224:PRO:HB2 | 2:B:230:THR:HG21 2.01 0.43
2:B:375:1LE:H 2:B:375:ILE:CD1 2.29 0.43
1:C:138:PHE:O 1:C:139:ALA:C 2.57 0.43
1:C:254:ARG:HH22 | 1:C:292:PRO:HD2 1.83 0.43
1:C:619:PHE:HB3 | 1:C:626:LEU:HD11 2.00 0.43
1:C:69:ARG:HB3 1:C:69:ARG:NH1 2.34 0.43
2:D:377:PHE:CD1 2:D:377:PHE:N 2.82 0.43
2:D:355:LEU:HB2 2:D:380:ALA:HB1 2.01 0.43
2:H:476:GLU:CB 2:H:510:LEU:HD21 2.49 0.43
1:1:160: MET:SD 1:1:160:MET:N 2.92 0.43
1:I:517:LEU.HD22 1:1:566:LEU:CD1 2.49 0.43
1:1:81:ASP:HB2 1:1:100:GLY:CA 2.47 0.43
2:J:83:VAL:CG1 2:J:84:ARG:H 2.23 0.43
1:K:114:ILE:CD1 1:K:138:PHE:CZ 3.02 0.43
1:K:140:ARG:O 1:K:144:GLU:HB3 2.19 0.43
1:K:541:ASP:0O 1:K:549:ARG:HG2 2.18 0.43
2:L:197:ASN:HA 2:L:197:ASN:HD22 1.65 0.43
1:A:598:LEU:HD12 1:A:598:LEU:HA 1.79 0.43
2:B:402:GLN:HB3 | 2:B:402:GLN:HE21 1.57 0.43
2:B:441:.1LE:HB 2:B:465: TRP:CE3 2.54 0.43
1:C:274:ARG:HH22 | 1:C:320:THR:CG2 2.30 0.43
1:C:513:ALA:CB 1:C:566:LEU:HD21 2.49 0.43
2:D:476:GLU:O 2:D:480:GLY:N 2.52 0.43
1:E:204:LEU:O 1:E:215:-MET:HA 2.19 0.43
1:E:553:LEU:HB2 1:E:564:VAL:HG22 2.01 0.43
1:E:567:ARG:CG 1:E:567:ARG:HH11 2.26 0.43
2:F:191:PHE:HD2 2:F:192:GLY:N 2.16 0.43
2:F:299:GLN:CB 2:F:552:PRO:HD3 2.49 0.43
2:F:331:VAL:C 2:F:333:GLU:N 2.73 0.43
2:F:375:ILE:HD13 2:F:377:PHE:HE1 1.84 0.43
1:G:202:VAL:HG22 1:G:247.GLU:O 2.19 0.43
1:G:251:LEU:HD11 | 1:G:328:ARG:HH21 1.84 0.43
2:H:155:ARG:NH2 2:H:460:ARG:O 2.52 0.43
2:H:65:GLU:O 2:H:72:GLN:NE2 2.52 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)

1:1:138:PHE:O 1:1:139:ALA:C 2.57 0.43
1:1:324:LEU:HB2 1:1:334:MET:HG3 2.00 0.43
1:1:98:LEU:HA 1:I:98:LEU:HD23 1.64 0.43
2:J:248:LYS:C 2:J:248:LYS:HD?2 2.40 0.43
2:L:148:LEU:HD23 2:L:148:LEU:HA 1.80 0.43
1:A:331:PHE:O 1:A:332:PHE:CD2 2.71 0.43
1:A:658:VAL:HG12 1:A:658:VAL:O 2.19 0.43
1:A:704:LEU:HG 1:A:704:LEU:H 1.69 0.43
2:B:194:1LE:O 2:B:198: GLN:HB2 2.18 0.43
2:B:370:LEU:HD11 | 2:B:387:PHE:HD?2 1.83 0.43
1:C:251:LEU:O 1:C:327:GLU:HG3 2.19 0.43
2:D:309:ALA:HB1 2:D:310:PRO:CD 2.49 0.43
1:E:248:LYS:HD3 1:E:248:LYS:C 2.39 0.43
1:E:505:PRO:CB 1:E:507:HIS:CB 2.92 0.43
1:E:63:ARG:HH11 1:E:63:ARG:HG3 1.84 0.43
2:F:114:VAL:HG11 2:F:146:TYR:CE2 2.53 0.43
2:F:206:1LE:O 2:F:207:PRO:C 2.57 0.43
2:F:325:SER:HB3 2:F:326:LYS:HZ2 1.83 0.43
2:F:332:ARG:HG3 | 2:F:332:ARG:NHI1 2.34 0.43
1:G:404:LEU:HD22 | 1:G:612:LEU:HD11 1.99 0.43
1:1:261:PHE:CE1 1:1:318:ALA:CB 2.99 0.43
1:1:320: THR:OG1 1:1:341:GLN:HG3 2.19 0.43
2:J:192:GLY:HA2 2:J:195:PHE:CD2 2.54 0.43
2:J:377:PHE:N 2:J:377:PHE:HD1 2.14 0.43
2:J:440:LEU:HB2 2:J:464:MET:HG3 2.01 0.43
1:K:255:HIS:CE1 1:K:322:GLU:CG 2.99 0.43
2:B:260:LEU:HD12 2:1:411:GLN:HA 2.00 0.43
2:L:57:ARG:HH11 2:L:57:ARG:HG2 1.84 0.43
2:1:91:LEU:HD23 2:1:125:ARG:O 2.19 0.43
1:A:223:GLU:O 1:A:227:ALA:HB2 2.19 0.42
1:A:283:GLN:O 1:A:285:VAL:HG23 2.19 0.42
1:A:714:LEU:HB3 1:A:715:ASP:H 1.61 0.42
2:B:331:VAL:O 2:B:333:GLU:N 2.52 0.42
2:B:498:GLY:C 2:B:500:GLU:H 2.21 0.42
1:C:126:HIS:HB2 1:C:150:LEU:HD12 2.00 0.42
1:C:175:VAL:O 1:C:175:VAL:HG12 2.18 0.42
1:C:251:LEU:O 1:C:252:LYS:C 2.58 0.42
1:C:279:GLN:HE21 | 1:C:279:GLN:HB3 1.62 0.42
1:C:263:ASP:HB2 | 1:C:362:VAL:HG12 1.97 0.42
1:C:491:ARG:C 1:C:493:GLN:H 2.22 0.42
2:D:433:ARG:HG3 | 2:D:433:ARG:NH1 2.29 0.42
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2:D:75:HIS:NE2 2:D:80:LYS:HE?2 2.34 0.42
1:E:590:LEU:HD12 1:E:597:ASP:O 2.19 0.42
2:F:223:VAL:O 2:F:227:SER:OG 2.34 0.42
2:F:350:LEU:N 2:F:350:LEU:HD23 2.34 0.42
2:F:370.LEU:HD12 | 2:F:398:LEU:HD23 2.00 0.42
1:G:136:ALA:HBI1 1:G:154:ALA:HB1 2.00 0.42
1:G:189:GLU:O 1:G:192:ARG:N 2.51 0.42
1:G:509:TRP:HB3 | 1:G:564:VAL:HG11 2.01 0.42
1:G:64:VAL:HG13 1:G:65:MET:N 2.34 0.42
1:G:71:LEU:HD22 1:G:360:ILE:HG21 2.01 0.42
2:H:30:ILE:CG2 2:H:31:LEU:N 2.82 0.42
2:H:393:GLN:HB3 | 2:H:393:GLN:HE21 1.55 0.42
1:1:306:ALA:CB 1:1:321: VAL:HG21 2.31 0.42
1:1:356: VAL:O 1:1:359:GLN:HB2 2.18 0.42
1:1:396:LEU:O 1:1:398:ALA:N 2.52 0.42
1:1:534:HIS:HB3 2:J:307:PRO:HG3 2.00 0.42
2:J:373:ASN:HA 2:J:373:ASN:HD22 1.49 0.42
1:K:261:PHE:O 1:K:268:CYS:HA 2.19 0.42
2:L:205:GLY:O 2:L:207:PRO:HD3 2.19 0.42
2:L:240:PHE:CE1 2:1L:243:GLY:HA2 2.54 0.42
2:L:335:ILE:O 2:1:339:VAL:HG13 2.19 0.42
1:A:307:-VAL:HG22 1:A:307:VAL:O 2.20 0.42
1:A:680:MET:O 1:A:681:LYS:C 2.57 0.42
1:A:65:-MET:CE 1:A:92:ALA:HB?2 2.49 0.42
2:B:487:ARG:O 2:B:491:GLU:HB2 2.19 0.42
2:B:479:ALA:HB2 2:B:509:ILE:HG21 2.01 0.42
1:C:103:PRO:O 1:C:108:LEU:HD12 2.19 0.42
1:C:297:GLU:O 1:C:300:ARG:HG3 2.18 0.42
2:D:512:GLN:HB3 | 2:D:512:GLN:HE21 1.61 0.42
2:D:560:VAL:HG13 2:H:389:GLU:CB 2.43 0.42
1:E:179:PRO:HD?2 1:E:248:LYS:HB3 2.01 0.42
2:F:137:ASP:C 2:F:139:THR:N 2.73 0.42
2:F:291:VAL:O 2:F:291:VAL:HG12 2.18 0.42
1:G:440:TRP:CG 1:G:441:GLY:N 2.86 0.42
1:G:476:HIS:ND1 1:G:477:PRO:HD2 2.34 0.42
1:G:501:GLN:NE2 1:G:504:LEU:HG 2.34 0.42
2:H:513: TYR:N 2:H:513: TYR:HD1 2.17 0.42
2:H:520: TYR:HD2 2:H:520: TYR:N 2.16 0.42
1:I:607:ARG:CZ 1:1:607:ARG:HB2 2.49 0.42
2:J:327:GLN:HA 2:J:328:PRO:HD3 1.80 0.42
1:K:133:SER:OG 1:K:339:ARG:HG2 2.19 0.42
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1:K:463:LEU:CD2 1:K:464:ARG:N 2.74 0.42
1:K:463:LEU:HD23 1:K:464:ARG:H 1.78 0.42
2:L:440:LEU:HG 2:L:463: TRP:O 2.20 0.42
2:L:526:LEU:C 2:1:528:ASP:H 2.23 0.42
1:A:154:ALA:O 1:A:155:ALA:C 2.57 0.42
1:A:218:VAL:O 1:A:218:VAL:CG2 2.65 0.42
1:A:229:SER:C 1:A:231:ALA:H 2.22 0.42
1:A:440:TRP:CD1 1:A:441:GLY:N 2.87 0.42
1:A:493:GLN:HE21 1:A:497:LEU:HG 1.85 0.42
1:A:517:LEU:HB2 | 1:A:553:LEU:HD11 2.00 0.42
3:A:801:BTI:03 2:F:407:PHE:N 2.51 0.42
2:B:172:ASP:0OD1 2:B:214:GLY:HA3 2.20 0.42
2:B:412:LYS:HG3 2:B:413:TYR:N 2.34 0.42
2:B:487:ARG:CA 2:B:497:LEU:HD13 2.49 0.42
2:B:144: THR:HG21 | 4:B:591:COA:C5A 2.50 0.42
2:D:240:PHE:CD1 2:D:243:GLY:HA2 2.54 0.42
2:D:418:1LE:CG2 2:D:419:ALA:N 2.82 0.42
2:D:436:LYS:HB2 2:D:436:LYS:HE3 1.88 0.42
1:E:134:GLU:HG2 1:E:338: THR:OG1 2.19 0.42
2:F:197:ASN:O 2:F:201:MET:HG3 2.19 0.42
1:G:602:VAL:O 1:G:603:ASP:HB2 2.18 0.42
2:H:278:GLU:O 2:H:279:ASP:HB3 2.18 0.42
2:H:236:GLN:OE1 2:H:280:ASP:0OD1 2.37 0.42
1:1:256:VAL:HG13 1:1:274:ARG:O 2.18 0.42
1:1:472:ARG:H 1:1:472: ARG:HG2 1.59 0.42
1:I:501:GLN:C 1:1:504:LEU:H 2.22 0.42
1:1:587:GLN:HB3 1:1:588: TYR:CD1 2.50 0.42
2:J:164:ARG:O 2:J:164:ARG:HG2 2.18 0.42
2:J:305:ARG:HH21 2:J:361:HIS:CE1 2.38 0.42
2:J:489:GLN:O 2:J:493:ALA:HB2 2.19 0.42
2:J:85:GLU:HA 2:J:85:GLU:OE1 2.19 0.42
1:K:280:ARG:O 1:K:282:HIS:N 2.52 0.42
1:K:298:LEU:HD11 | 1:K:325:LEU:HD11 2.01 0.42
1:K:361:ARG:HG2 | 1:K:361:ARG:NHI1 2.32 0.42
1:K:46: TYR:C 1:K:46: TYR:CD2 2.92 0.42
1:K:470:LEU:CA 1:K:473:ILE:CG2 2.95 0.42
2:L.:324:ASP:O 2:1:325:SER.:C 2.58 0.42
1:A:200:TYR:OH 1:A:224:LEU:HD13 2.19 0.42
1:A:129:TYR:CD2 1:A:342:VAL:HA 2.53 0.42
1:A:531:ASP:OD1 1:A:531:ASP:N 2.52 0.42
2:B:119:ILE:O 2:B:119:ILE:HG23 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:190:HIS:O 2:B:191:PHE:O 2.37 0.42
2:B:36:ASN:HD21 2:B:38:ARG:HB2 1.84 0.42
2:B:533:ASP:HB3 2:B:536:GLN:HB2 2.01 0.42
1:C:270:TYR:N 1:C:372:GLN:HE22 2.02 0.42
1:C:523:HIS:ND1 1:C:523:HIS:C 2.72 0.42
2:D:100:LEU:HA 2:D:100:LEU:HD22 1.74 0.42
2:D:31:LEU:HD12 2:D:336:ALA:CA 2.49 0.42
2:D:507:ALA:HB3 | 2:D:508:PRO:HD3 2.02 0.42
2:D:521:TYR:CE1 2:D:525:ARG:CZ 3.02 0.42
1:E:188:LEU:HD23 1:E:228:LEU:CD2 2.46 0.42
1:E:79:HIS:CD2 1:E:84:ARG:HA 2.55 0.42
2:F:140:VAL:O 2:F:143:GLY:N 2.41 0.42
2:F:219:GLY:O 2:F:221:ALA:N 2.52 0.42
2:F:467:ASN:ND2 2:F:467:ASN:H 2.17 0.42
2:F:464:MET:O 2:F:531:VAL:HA 2.19 0.42
1:G:136:ALA:O 1:G:140:ARG:HB2 2.19 0.42
1:G:414:ARG:HB2 1:G:454:MET:SD 2.59 0.42
1:G:67:SER:O 1:G:71:.LEU:HD12 2.18 0.42
2:H:150:VAL:HG21 | 2:H:184:VAL:HG13 2.00 0.42
2:H:188:ARG:HG2 | 2:H:188:ARG:HH11 1.84 0.42
2:H:509:ILE:HD13 2:H:509:1ILE:HA 1.69 0.42
4:H:591:COA:H62A | 4:H:591:COA:H62 1.84 0.42
1:1:114:.ILE:CD1 1:1:142:CYS:HA 2.49 0.42
1:1:444:ARG:CG 1:1:444:ARG:NH1 2.82 0.42
1:K:307:VAL:HG22 | 1:K:311:GLN:HE22 1.84 0.42
1:K:402:LEU:CD2 | 1:K:460:VAL:HG12 2.50 0.42
1:K:47:ARG:HE 1:K:148:LEU:HD22 1.80 0.42
1:K:55:ALA:HA 1:K:78:VAL:HG21 2.02 0.42
1:A:232:GLN:H 1:A:233:ARG:NH2 2.14 0.42
1:A:284:LYS:HZ2 1:A:341:GLN:NE2 2.16 0.42
1:A:463:LEU:HD23 1:A:464:ARG:H 1.84 0.42
2:B:305:ARG:O 2:B:364:GLY:HA2 2.18 0.42
1:C:269:LEU:HD13 | 1:C:375:VAL:HG11 2.01 0.42
1:C:160:MET:SD 1:C:313:ILE:HD13 2.60 0.42
1:C:565:ARG:CG 1:C:567:ARG:CZ 2.98 0.42
1:C:537: TRP:CH2 2:D:123:ILE:HG22 2.54 0.42
2:D:295:ASN:O 2:D:295:ASN:ND2 2.53 0.42
2:D:306:ALA:HA 2:D:307:PRO:HD3 1.84 0.42
2:D:438: THR:HG21 2:D:453:CYS:O 2.20 0.42
1:E:56:ASN:HD22 1:E:128:GLY:HA3 1.85 0.42
1:E:191:PHE:HZ 1:E:244:MET:O 2.03 0.42
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1:E:508:PHE:O 1:E:509: TRP:C 2.57 0.42
1:E:567:ARG:CG 1:E:567:ARG:NH1 2.80 0.42
1:E:512:ALA:CB 1:E:629:1LE:HD13 2.46 0.42
2:F:401:LEU:HA 2:F:401:LEU:HD23 1.71 0.42
2:F:81:LEU:HD21 2:F:89:ARG:NH2 2.34 0.42
1:G:172:GLU:OE1 1:G:172:GLU:HA 2.20 0.42
1:G:549:ARG:NH1 | 1:G:549:ARG:HG2 2.33 0.42
2:H:525:ARG:O 2:H:526:LEU:HB2 2.19 0.42
1:I:251:LEU:HD12 1:1:327:GLU:HB2 2.00 0.42
1:1:465: THR:HG22 1:1:466:ASN:N 2.35 0.42
1:1:531:ASP:0OD2 2:J:298:LYS:HG3 2.19 0.42
1:I:554:MET:HB3 1:1:554:MET:-HE2 1.87 0.42
2:J:441:ILE:CD1 2:J:441:1LE:O 2.64 0.42
2:J:533:ASP:HB3 2:J:536:GLN:HG3 2.00 0.42
2:J:164:ARG:HB2 2:J:551:ALA:HB2 2.00 0.42
1:K:284:LYS:O 1:K:385:ARG:NH1 2.53 0.42
1:K:387: TYR:HE2 1:K:433:MET:HB2 1.81 0.42
2:L:130:GLU:O 2:L:165:LEU:HD22 2.20 0.42
2:1:331:VAL:HG21 2:L:371:ALA:HB1 2.01 0.42
2:L:49:MET:CE 2:L:321:ILE:HG21 2.49 0.42
1:A:126:HIS:HA 1:A:127:PRO:HD2 1.83 0.42
1:A:268:CYS:SG 1:A:307:-VAL:CG2 2.99 0.42
2:B:31:LEU:HD13 2:B:336:ALA:HB2 2.01 0.42
1:C:A477:PRO:O 1:C:480:ALA:HB3 2.19 0.42
2:D:331:VAL:O 2:D:333:GLU:N 2.53 0.42
1:E:114:1ILE:CG2 1:E:114:ILE:O 2.67 0.42
1:E:508:PHE:O 1:E:511:ALA:N 2.53 0.42
1:E:78:VAL:HG13 1:E:96:VAL:HG23 2.02 0.42
2:F:164:ARG:CB 2:F:551:ALA:HB2 2.49 0.42
2:F:412:LYS:CG 2:F:413:TYR:N 2.82 0.42
1:G:47:ARG:CG 1:G:148:LEU:HD11 2.47 0.42
1:G:501:GLN:HG3 1:G:501:GLN:O 2.20 0.42
2:H:213:MET:HA | 2:H:233:VAL:HG21 2.01 0.42
2:H:470:ILE:O 2:H:517:GLY:HA2 2.19 0.42
2:J:401:LEU:HD23 2:J:401:LEU:HA 1.83 0.42
2:J:518:HIS:NE2 2:J:520:TYR:CG 2.87 0.42
1:K:47:ARG:HG3 1:K:48:SER:N 2.34 0.42
1:K:536:PRO:HG2 | 2:L:543:LEU:HD23 2.00 0.42
2:1:285:ALA:O 2:1:289:ARG:HG2 2.20 0.42
2:L:367:ILE:O 2:L:367:ILE:HG13 2.19 0.42
1:A:299:ARG:HB2 1:A:299:ARG:CZ 2.50 0.42
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1:A:362:VAL:HG23 1:A:363:ALA:N 2.35 0.42
1:A:444:ARG:HG2 | 1:A:444:ARG:HH11 1.85 0.42
1:A:693:VAL:O 1:A:714:LEU:CD2 2.68 0.42
2:B:235:GLU:OE2 2:B:235:GLU:HA 2.20 0.42
2:B:247:VAL:HG23 | 2:L:409:VAL:CG2 2.50 0.42
2:B:491:GLU:C 2:B:493:ALA:H 2.21 0.42
1:C:166:ALA:O 1:C:167:LYS:C 2.58 0.42
1:C:194:GLU:C 1:C:196:GLY:N 2.71 0.42
1:C:525:ARG:NH1 1:C:531:ASP:CG 2.73 0.42
2:D:145:TYR:CD1 | 2:D:149: THR:HG22 2.55 0.42
2:D:317:LEU:HD21 2:D:334:VAL:HA 2.02 0.42
2:D:411:GLN:HA 2:J:260:LEU:HD12 2.02 0.42
1:E:178:VAL:HA 1:E:179:PRO:HD3 1.79 0.42
1:E:269:LEU:HD12 | 1:E:375:VAL:HG23 2.02 0.42
1:E:436:LYS:C 1:E:437:LEU:HD12 2.40 0.42
1:E:549:ARG:O 1:E:567:ARG:HA 2.20 0.42
2:F:201:MET:CE 2:F:208:GLN:HE22 2.32 0.42
2:F:487:ARG:HB3 | 2:F:487:ARG:HH11 1.85 0.42
1:G:57:ARG:HG3 1:G:57:ARG:HH11 1.85 0.42
1:G:596:ASP:OD1 1:G:596:ASP:N 2.52 0.42
2:H:185:PHE:H 2:H:186:PRO:HD?2 1.84 0.42
2:H:351:PHE:O 2:H:383:LYS:HD2 2.20 0.42
1:1:302:.MET:HG2 1:1:331:PHE:CD2 2.53 0.42
1:1:365:GLY:O 1:1:366:GLU:C 2.57 0.42
2:J:234:ARG:HB3 2:J:276:TYR:CZ 2.55 0.42
2:J:462:LEU:.CD2 2:J:462:LEU:C 2.88 0.42
2:J:89:ARG:HG3 2:J:89:ARG:NH2 2.35 0.42
1:K:250:LEU:HD13 | 1:K:324:LEU:HD23 2.01 0.42
1:K:331:PHE:CD2 1:K:331:PHE:N 2.88 0.42
1:K:395:PHE:CZ 1:K:469:PHE:CE1 3.07 0.42
2:1:403:ASN:ND2 2:1:442:GLY:CA 2.66 0.42
2:L:476:GLU:O 2:L:480:GLY:N 2.45 0.42
1:A:476:HIS:CE1 1:A:478:ALA:HB2 2.54 0.42
2:B:331:VAL:C 2:B:333:GLU:N 2.72 0.42
1:C:132:LEU:HD22 1:C:132:.LEU:H 1.85 0.42
1:C:205:LYS:HB3 1:C:206:ALA:H 1.74 0.42
1:C:392:GLU:C 1:C:394:ASP:H 2.22 0.42
1:C:426:VAL:HG21 1:C:463:LEU:CD1 2.50 0.42
1:C:470:LEU:HD23 1:C:470:LEU:HA 1.78 0.42
1:C:47:ARG:NH1 1:C:47:ARG:HB2 2.15 0.42
2:D:270:SER:OG 2:D:272:VAL:HG23 2.20 0.42
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1:E:166:ALA:C 1:E:168:ALA:H 2.22 0.42
1:E:533:PRO:C 1:E:535:SER:N 2.72 0.42
2:F:121:ALA:HA 2:F:133:ILE:O 2.20 0.42
2:F:362:LEU:CD2 2:F:538:ARG:HG3 2.50 0.42
1:G:110:GLY:O 1:G:114:ILE:CG2 2.58 0.42
1:G:218:VAL:CB 1:G:224:LEU:HD13 2.49 0.42
1:G:50:GLN:HE21 | 1:G:123:GLN:HE22 1.66 0.42
2:H:321:1LE:HG22 2:H:321:ILE:O 2.18 0.42
2:H:375:ILE:CG2 2:H:408:MET:HB2 2.50 0.42
2:H:457:TYR:N 2:H:457TYR:HD2 2.16 0.42
1:I:170:MET:HB3 1:I:177:LEU:HD21 2.01 0.42
1:1:289:ALA:HB1 1:1:350:ILE:CD1 2.49 0.42
1:I:452: LEU:HD22 1:1:452:LEU:HA 1.71 0.42
2:J:379:GLU:N 2:J:379:GLU:OE1 2.52 0.42
1:K:305:ALA:C 1:K:308:ARG:HG3 2.39 0.42
2:L:155:ARG:NE 2:L:159:ILE:CD1 2.83 0.42
2:L:186:PRO:O 2:L:187:ASP:O 2.38 0.42
2:B:455:ARG:HG3 2:L:188:ARG:N 2.34 0.42
2:L:305:ARG:CB 2:1:305:ARG:NH1 2.82 0.42
2:L:311:LEU:HB2 2:L:312: TYR:CD1 2.55 0.42
2:L:377:PHE:O 2:L:378:ALA:C 2.58 0.42
2:L:404:1ILE:CG2 2:L:404:1ILE:O 2.68 0.42
1:A:371:THR:O 1:A:374:GLN:HB2 2.20 0.42
1:A:446:GLU:OE2 1:C:361:ARG:NH1 2.48 0.42
1:A:650:SER:HA 1:A:711:LEU:HB2 2.01 0.42
1:A:654:ASN:HD22 | 1:A:707:GLU:HG2 1.84 0.42
1:A:79:HIS:CD2 1:A:80:SER:O 2.73 0.42
2:B:341:GLY:O 2:B:343:GLU:HG2 2.19 0.42
1:C:135:ASN:O 1:C:136:ALA:C 2.58 0.42
1:C:254:ARG:HH21 1:C:275:ASP:CG 2.23 0.42
1:C:298:.LEU:HD21 | 1:C:325:LEU:HD11 2.01 0.42
1:C:413:GLY:N 1:C:450:ARG:HH11 2.17 0.42
1:C:460:VAL:O 1:C:626:LEU:HD23 2.20 0.42
1:C:494:ASP:0O 1:C:498:PRO:HD3 2.20 0.42
1:C:565:ARG:HG2 1:C:567:ARG:CZ 2.50 0.42
2:D:400:PHE:CD2 2:D:453:CYS:HB2 2.55 0.42
2:D:481:VAL:HG23 2:D:482:LEU:H 1.85 0.42
2:D:85:GLU:O 2:D:86:ARG:C 2.58 0.42
1:E:460:VAL:O 1:E:626:LEU:HD23 2.19 0.42
2:F:244:PRO:N 2:F:245:PRO:CD 2.83 0.42
2:F:35:1ILE:HD12 2:F:337:ARG:CZ 2.49 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:68:GLY:O 2:F:70:ALA:N 2.53 0.42
2:F:74:ARG:HH22 2:F:78:ARG:HH11 1.67 0.42
1:G:251:LEU:HD22 1:G:328:ARG:CD 2.50 0.42
1:G:274:ARG:HG2 1:G:289:ALA:HB2 2.01 0.42
1:G:601:ARG:HB3 1:G:601:ARG:HE 1.35 0.42
1:G:67:SER:O 1:G:68:ALA:C 2.58 0.42
2:H:171:VAL:O 2:H:171:VAL:HG23 2.19 0.42
1:1:463:LEU:CD2 1:1:464:ARG:H 2.33 0.42
2:J:242:ALA:HA 2:J:246:LEU:HD?22 2.02 0.42
2:J:331:VAL:H 2:J:373:ASN:HD21 1.68 0.42
1:K:534:HIS:O 2:1:363:HIS:NE2 2.53 0.42
1:K:537:TRP:O 2:L:125:ARG:HG3 2.20 0.42
2:L:42:PHE:CE1 2:1L:319:GLY:HA3 2.55 0.42
2:L:63:ILE:O 2:L:63:ILE:HG22 2.20 0.42
1:A:267:HIS:O 1:A:268:CYS:HB2 2.19 0.42
1:A:695:LYS:HD3 1:A:715:ASP:CB 2.50 0.42
2:B:186:PRO:O 2:B:187:ASP:O 2.38 0.42
2:B:157:GLN:HE22 2:B:194:ILE:HA 1.85 0.42
2:B:161:LEU:HD13 | 2:B:206:ILE:HD12 2.00 0.42
2:B:35:ILE:HD11 2:B:337:ARG:HH12 1.83 0.42
2:B:481:VAL:O 2:B:484:GLN:N 2.53 0.42
2:B:532:ILE:HD11 | 2:B:537:THR:HG23 2.02 0.42
1:C:524:ARG:HD2 1:C:533:PRO:O 2.20 0.42
1:C:58:GLY:O 1:C:60:ILE:N 2.53 0.42
2:D:169:TYR:CD2 2:D:169:TYR:N 2.88 0.42
1:C:536:PRO:HD3 2:D:363:HIS:CD2 2.55 0.42
1:A:71:LEU:HD21 1:E:446:GLU:HG2 2.02 0.42
1:E:503:ALA:CB 1:E:560:GLU:OFE1 2.66 0.42
1:E:568:HIS:H 1:E:568:HIS:HD2 1.61 0.42
2:F:490:ALA:HA 2:F:493:ALA:HB3 2.02 0.42
1:G:104:ALA:CA 1:G:108:LEU:HD12 2.48 0.42
1:G:343:GLU:O 1:G:346:VAL:HG22 2.19 0.42
1:G:386:LEU:C 1:G:386:LEU:HD13 2.41 0.42
1:G:421:ARG:N 1:G:421:ARG:HD3 2.35 0.42
1:G:520:GLU:C 1:G:522:GLY:H 2.22 0.42
2:H:109:TYR:CE2 2:H:147:PRO:HD?2 2.55 0.42
2:H:339:VAL:CG1 2:H:360:ALA:CB 2.98 0.42
2:F:245:PRO:HB2 | 2:H:481:VAL:HG13 2.02 0.42
2:H:487:ARG:HB3 2:H:497.LEU:CB 2.50 0.42
1:I:132:LEU:HD23 1:1:138:PHE:CE2 2.51 0.42
1:1:328:ARG:HH11 1:1:328:ARG:HB3 1.85 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:350:ILE:HA 1:1:440:TRP:HZ3 1.85 0.42
1:1:360:1LE:O 1:1:364:ARG:HG3 2.19 0.42
1:1:513:ALA:HB2 1:1:564:VAL:HG11 2.02 0.42
2:J:250:ALA:O 2:J:252:GLY:N 2.53 0.42
2:J:258:GLU:O 2:J:258:GLU:HG3 2.20 0.42
2:D:192:GLY:HA3 2:J:450:TYR:CE1 2.55 0.42
2:J:400:PHE:CD2 2:J:453:CYS:HB2 2.54 0.42
2:J:526:LEU:C 2:J:528:ASP:H 2.22 0.42
1:K:114:ILE:O 1:K:118:LEU:HB2 2.19 0.42
1:K:294:.LEU:CD1 1:K:299:ARG:INH2 2.83 0.42
1:K:63:ARG:CZ 1:K:356:VAL:HG21 2.50 0.42
2:B:242:ALA:HB2 | 2:1L:409:VAL:HG11 2.02 0.42
1:A:313:ILE:HD11 1:A:315:TYR:CD2 2.52 0.41
1:A:342:VAL:HB 1:A:385:ARG:NH2 2.35 0.41
1:A:520:GLU:OE1 1:A:613:ARG:NH2 2.53 0.41
1:A:709: THR:CG2 1:A:710:PRO:HD2 2.48 0.41
2:B:163:ASN:OD1 2:B:460:ARG:NH1 2.50 0.41
2:B:264:ASP:0OD1 2:B:276: TYR:CE1 2.71 0.41
2:B:486:LYS:HG2 2:B:505:ILE:HD11 2.00 0.41
1:C:415:ARG:HD3 1:C:438:ILE:HD13 2.00 0.41
1:C:619:PHE:CD2 1:C:628:ALA:HB2 2.55 0.41
1:E:506:GLU:O 1:E:507:HIS:C 2.58 0.41
1:E:619:PHE:HB3 1:E:626:LEU:HD11 2.02 0.41
2:F:144: THR:HG22 2:F:175:GLY:H 1.85 0.41
2:F:433:ARG:H 2:F:556: THR:CG2 2.32 0.41
2:F:466:PRO:HD3 2:F:532:ILE:O 2.20 0.41
1:G:270:TYR:CE1 1:G:372:GLN:CD 2.94 0.41
2:H:89:ARG:HD3 2:H:281:ASP:OD1 2.20 0.41
1:1:251:LEU:HB2 1:1:327:GLU:CG 2.47 0.41
1:I:336:MET:HE1 1:1:338: THR:HG23 2.01 0.41
2:J:191:PHE:CD2 2:J:192:GLY:N 2.86 0.41
2:J:191:PHE:C 2:J:193:ARG:H 2.24 0.41
2:J:256:SER:OG 2:J:259:GLU:HB2 2.20 0.41
2:H:347:PHE:HA 2:J:275:HIS:HE1 1.85 0.41
1:K:135:ASN:O 1:K:136:ALA:C 2.58 0.41
1:K:135:ASN:ND2 1:K:138:PHE:HB2 2.34 0.41
1:K:71:LEU:HD21 | 1:K:364:ARG:HH12 1.85 0.41
2:L:437:PHE:CD2 2:1:437:PHE:N 2.88 0.41
2:L:82:LEU:H 2:L:82:LEU:CD1 2.27 0.41
2:L:83:VAL:CG2 2:L:120: VAL:HG11 2.50 0.41
1:A:139:ALA:HB2 1:A:149:PHE:CE1 2.55 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:A:202:VAL:HG22 1:A:247:GLU:O 2.20 0.41
1:A:46:TYR:CD2 1:A:46:TYR:O 2.73 0.41
2:B:497:LEU:HD23 | 2:B:502:GLU:HB2 2.02 0.41
1:C:218:VAL:CG2 1:C:218:VAL:O 2.68 0.41
1:C:346:VAL:HG23 1:C:347: THR:N 2.36 0.41
1:C:270:TYR:CE1 1:C:372:GLN:NE2 2.88 0.41
1:C:351:THR:HB 1:C:376:PRO:HG2 2.02 0.41
1:C:66:ARG:HA 1:C:69:ARG:NH1 2.35 0.41
2:D:164:ARG:O 2:D:164:ARG:CG 2.68 0.41
1:E:186:GLN:HB3 1:E:187:ASP:H 1.56 0.41
1:E:321:VAL:HG11 1:E:323:PHE:CE2 2.55 0.41
1:E:365:GLY:O 1:E:366:GLU:C 2.58 0.41
1:E:51:ARG:HA 1:E:74:GLY:O 2.20 0.41
2:H:100:LEU:O 2:H:101:SER:C 2.57 0.41
2:H:349:ALA:HB3 | 2:H:350:LEU:HD23 2.02 0.41
2:H:442:GLY:O 2:H:468:ALA:HA 2.20 0.41
1:1:414:ARG:HH22 1:1:453:ALA:HB1 1.85 0.41
1:1:613:ARG:O 1:1:614:ARG:CD 2.66 0.41
2:J:82:.LEU:H 2:J:82:.LEU:HD12 1.83 0.41
1:K:282:HIS:ND1 1:K:282:HIS:N 2.67 0.41
2:L:176:ALA:O 2:L:178:LEU:N 2.52 0.41
2:L:520: TYR:N 2:1:520: TYR:CD2 2.88 0.41
2:1:433:ARG:NH2 2:L:554:GLU:HG3 2.33 0.41
1:A:411:GLY:O 1:A:412:PRO:C 2.58 0.41
2:B:198:GLN:HG3 2:B:208:GLN:OE1 2.20 0.41
2:B:268:LYS:HZ2 2:B:268:LYS:HB2 1.85 0.41
2:B:462:LEU:HD12 2:B:463: TRP:N 2.35 0.41
1:C:448:ARG:HD3 1:C:474.LEU:O 2.21 0.41
1:C:513:ALA:HB1 | 1:C:566:LEU:HD21 2.02 0.41
1:E:109:ARG:HG2 1:E:109:ARG:NH1 2.34 0.41
1:E:395:PHE:C 1:E:397:PRO:HD3 2.39 0.41
2:F:311:LEU:CD1 2:F:342:SER:HB2 2.50 0.41
1:G:138:PHE:C 1:G:138:PHE:HD1 2.22 0.41
1:G:506:GLU:O 1:G:507:HIS:C 2.59 0.41
2:H:250:ALA:O 2:H:252:GLY:N 2.52 0.41
1:1:140:ARG:HD3 1:1:141:ALA:N 2.35 0.41
1:1:315:TYR:HE2 1:1:336: MET:-HE3 1.85 0.41
1:1:342:VAL:HB 1:1:343:GLU:OE1 2.20 0.41
1:1:446:GLU:O 1:1:450:ARG:HB2 2.20 0.41
L:K:270:TYR:CE2 1:K:303:GLY:HA3 2.55 0.41
1:K:349:ALA:CB 1:K:381:ALA:HB2 2.50 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:K:360:ILE:HG13 1:K:360:ILE:H 1.35 0.41
1:K:269:LEU:CD1 1:K:375:VAL:CG2 2.98 0.41
2:L:219:GLY:C 2:L:221:ALA:H 2.23 0.41
2:L:396:ILE:HA 2:L:397:PRO:HD3 1.89 0.41
1:A:249:TYR:O 1:A:250:LEU:HD23 2.20 0.41
1:A:308:ARG:HG3 | 1:A:308:ARG:NHI1 2.31 0.41
1:A:550:GLU:OE2 1:A:567:ARG:HB3 2.20 0.41
1:A:73:ILE:HG22 1:A:74:GLY:N 2.34 0.41
2:B:376:LEU:HD23 | 2:B:380:ALA:HB3 2.01 0.41
1:C:321:VAL:HG22 | 1:C:336:MET:HG3 2.02 0.41
2:D:224:PRO:HG2 2:D:225:ALA:N 2.35 0.41
2:D:129:VAL:HG13 | 2:D:296:TRP:CD1 2.54 0.41
2:D:354: THR:CG2 2:D:375:ILE:H 2.34 0.41
2:D:354: THR:HG22 2:D:375:ILE:N 2.35 0.41
2:D:492:ARG:HH22 2:J:74:ARG:CZ 2.31 0.41
2:D:537:THR:HG22 2:D:538:ARG:N 2.34 0.41
1:E:186:GLN:CB 1:E:190: THR:HB 2.50 0.41
1:E:196:GLY:O 1:E:198:ILE:N 2.53 0.41
1:E:269:LEU:HB2 1:E:372: GLN:HE22 1.85 0.41
1:E:336:MET:HE1 | 1:E:338: THR:HG22 2.01 0.41
1:E:497:LEU:N 1:E:498:PRO:HD3 2.36 0.41
1:E:618:LEU:HD23 1:E:629:ILE:HB 2.02 0.41
2:F:134:VAL:HG11 2:F:153:HIS:HD2 1.85 0.41
2:F:212:VAL:HG21 | 2:F:232:MET:HG3 2.03 0.41
2:F:489:GLN:O 2:F:493:ALA:HB2 2.20 0.41
1:G:132:LEU:HD23 | 1:G:138:PHE:HD2 1.84 0.41
1:G:144:GLU:O 1:G:144:GLU:HG2 2.20 0.41
1:G:166:ALA:C 1:G:168:ALA:N 2.73 0.41
1:G:205:LYS:HD3 1:G:247:GLU:OE2 2.20 0.41
1:G:516: TRP:CH2 1:G:631:ALA:HB2 2.55 0.41
1:G:622: TRP:O 1:G:622: TRP:CD1 2.73 0.41
2:H:134:VAL:HG11 2:H:153:HIS:CD2 2.56 0.41
2:H:373:ASN:HD22 2:H:373:ASN:HA 1.58 0.41
2:H:518:HIS:CD?2 2:H:520:TYR:H 2.38 0.41
1:1:598.LEU:C 1:1:598:LEU:HD12 2.41 0.41
2:J:102:ALA:C 2:J:104:ALA:N 2.73 0.41
2:J:154:LEU:HD23 2:J:157:GLN:NE2 2.36 0.41
2:J:483:ALA:HB3 2:J:506:LYS:CE 2.49 0.41
2:J:68:GLY:O 2:J:69:SER:C 2.58 0.41
1:K:112:ARG:HH11 | 1:K:112:ARG:HG3 1.85 0.41
1:K:298:LEU:HD23 1:K:298:LEU:O 2.19 0.41

Continued on next page...




Page 146

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:K:349:ALA:HB3 1:K:381:ALA:CB 2.01 0.41
2:1:126:VAL:HG12 | 2:L:291:VAL:HG11 2.01 0.41
2:L:247:VAL:O 2:L:247:-VAL:HG12 2.19 0.41
2:J:348:LYS:HE2 2:L:274:ASP:OD1 2.19 0.41
1:A:415:ARG:HB3 1:A:438:ILE:HG13 2.02 0.41
1:A:440: TRP:CG 1:A:441:GLY:N 2.86 0.41
1:A:589:ARG:HG2 1:A:590:LEU:N 2.35 0.41
1:A:653:MET:CG 1:A:654:ASN:N 2.80 0.41
2:B:525:ARG:HH11 | 2:B:525:ARG:HG3 1.86 0.41
2:B:536:GLN:O 2:B:539:GLU:HG2 2.20 0.41
2:B:75:HIS:C 2:B:77:ALA:H 2.23 0.41
2:B:77:ALA:C 2:B:79:GLY:H 2.24 0.41
1:C:153:PRO:O 1:C:154:ALA:C 2.58 0.41
1:C:201:PRO:HB2 | 1:C:251:LEU:HD11 2.02 0.41
1:C:222:ALA:C 1:C:224:LEU:N 2.72 0.41
1:C:401:ARG:HH11 | 1:C:401:ARG:HG2 1.86 0.41
1:C:79:HIS:CD2 1:C:80:SER:O 2.74 0.41
2:D:309:ALA:O 2:D:310:PRO:O 2.38 0.41
2:D:472:VAL:CG2 2:D:473:MET:HG2 2.43 0.41
2:D:464:MET:0O 2:D:531:VAL:HA 2.20 0.41
1:E:298:LEU:HD21 | 1:E:325:LEU:HD11 2.01 0.41
1:E:514:GLU:OE1 1:E:568:HIS:CE1 2.74 0.41
1:E:63:ARG:HH22 | 1:E:356:VAL:HG23 1.85 0.41
2:F:533:ASP:C 2:F:533:ASP:0D2 2.59 0.41
1:G:351:THR:HA 1:G:376:PRO:HG2 2.02 0.41
1:G:445:GLU:OE2 | 1:G:448:ARG:NH2 2.53 0.41
1:G:553:LEU:HD12 | 1:G:566:LEU:HD12 2.02 0.41
2:H:95:SER:HB2 2:H:125:ARG:HB2 2.01 0.41
1:1:277:SER.: O 1:1:279:GLN:N 2.54 0.41
1:1:412:PRO:HB2 1:1:450:ARG:HH11 1.85 0.41
2:D:188:ARG:HA 2:J:456:ALA:HA 2.03 0.41
1:K:340:LEU:HD12 | 1:K:359:GLN:OE1 2.20 0.41
2:1:231:VAL:HG21 2:L:286:ILE:CG2 2.51 0.41
2:1.:324:ASP:C 2:1L:324:ASP:0OD2 2.59 0.41
2:L:45:ASN:HA 2:1:323:ALA:HB2 2.02 0.41
1:A:140:ARG:HD3 1:A:141:ALA:N 2.35 0.41
1:A:232:GLN:HE21 | 1:A:232:GLN:HB3 1.66 0.41
1:A:198:ILE:O 1:A:248:LYS:HE2 2.20 0.41
1:A:298:LEU:HA 1:A:298:LEU:HD12 1.64 0.41
1:A:393:GLY:O 1:A:396:LEU:CG 2.58 0.41
1:A:562:ARG:CG 1:A:562:ARG:NH1 2.82 0.41
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1:A:566:LEU:O 1:A:567:ARG:HD3 2.20 0.41
1:A:678:GLU:CG 1:A:678:GLU:O 2.68 0.41
2:B:35:ILE:HD12 2:B:337:ARG:CZ 2.50 0.41
1:C:129:TYR:HE2 1:C:342:VAL:HA 1.80 0.41
1:C:482:ALA:C 1:C:484:.LEU:H 2.23 0.41
1:C:602:VAL:O 1:C:603:ASP:HB2 2.21 0.41
2:D:175:GLY:HA3 | 4:D:591:COA:HN4 1.84 0.41
1:E:107:TYR:HB3 1:E:131:PHE:CD2 2.56 0.41
1:E:608:ARG:O 1:E:608:ARG:CG 2.68 0.41
2:F:265:VAL:O 2:F:269:VAL:HG23 2.20 0.41
2:F:479:ALA:HB1 2:F:506:LYS:HG3 2.01 0.41
1:G:520:GLU:O 1:G:522:GLY:N 2.54 0.41
2:H:31:LEU:HD12 2:H:336:ALA:HB2 2.03 0.41
1:1:334:MET:O 1:1:335:GLU:HB3 2.20 0.41
1:1:359:GLN:O 1:1:362: VAL:HG23 2.20 0.41
1:K:325:LEU:HD23 1:K:326:ASP:N 2.36 0.41
1:K:386:LEU:HB3 1:K:435:ALA:H 1.85 0.41
1:K:558:ARG:NH2 1:K:625:GLU:OFE1 2.54 0.41
1:K:85:HIS:HD1 1:K:86:ALA:N 2.18 0.41
1:A:138:PHE:CD1 1:A:142:CYS:HB2 2.55 0.41
1:A:229:SER:O 1:A:231:ALA:N 2.53 0.41
1:A:385:ARG:HB3 1:A:387:TYR:CE1 2.56 0.41
1:A:53:LEU:HD11 1:A:78:VAL:HG13 2.03 0.41
1:A:65:MET:HG3 1:A:75:SER:HB2 2.01 0.41
2:B:306:ALA:HA 2:B:307:PRO:HD3 1.86 0.41
2:B:338:LEU:O 2:B:538:ARG:NH1 2.47 0.41
1:C:109:ARG:NH1 1:C:111:ASP:0OD2 2.504 0.41
1:C:152:PRO:HG3 1:C:315: TYR:CE1 2.56 0.41
1:C:384:VAL:HG11 | 1:C:470:LEU:HD22 2.02 0.41
2:D:351:PHE:CE1 2:F:271:GLY:HA3 2.56 0.41
2:D:442:GLY:O 2:D:468:ALA:HA 2.20 0.41
1:E:311:GLN:O 1:E:312:ALA:C 2.59 0.41
2:F:137:ASP:CB 2:F:140:VAL:HG23 2.32 0.41
2:F:277:ALA:HB2 2:F:286:ILE:HD12 2.02 0.41
2:F:365: TYR:HB2 | 2:F:545:LEU:HD13 2.02 0.41
2:F:400:PHE:CD2 2:F:453:CYS:HB3 2.56 0.41
2:F:543:LEU:HA 2:F:543:LEU:HD23 1.75 0.41
4:F:591:COA:H62 | 4:F:591:COA:H62A 1.86 0.41
1:G:284:LYS:NZ 1:G:322:GLU:OE2 2.52 0.41
1:G:539:ARG:HB2 1:G:541:ASP:0OD2 2.21 0.41
2:H:49:MET:HG2 2:H:318: TYR:HA 2.03 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:H:351:PHE:O 2:H:352:GLY:C 2.59 0.41
1:I:370: LEU:HD22 1:1:374:GLN:HB3 2.03 0.41
1:1:404:LEU:O 1:1:460:VAL:HA 2.20 0.41
2:J:223:VAL:HG23 2:J:223:VAL:H 1.45 0.41
2:J:476:GLU:O 2:J:480:GLY:N 2.49 0.41
2:J:498:GLY:C 2:J:500:GLU:N 2.74 0.41
1:K:170: MET:HG3 1:K:333:PHE:CE2 2.56 0.41
1:K:358:TRP:HZ2 1:K:369:PRO:HG2 1.85 0.41
1:K:555:LEU:HA 1:K:555:LEU:HD23 1.91 0.41
1:K:53:LEU:HD11 1:K:78: VAL:CG1 2.51 0.41
2:L.:393:GLN:O 2:L:393:GLN:HG2 2.20 0.41
2:L:375:ILE:HG21 2:L:408:MET:CE 2.51 0.41
1:A:170:MET:HG3 1:A:333:PHE:CE1 2.56 0.41
1:A:708:GLY:O 1:A:709:THR:O 2.39 0.41
2:B:244:PRO:N 2:B:245:PRO:CD 2.84 0.41
1:C:160:MET:HE2 | 1:C:160:MET:HB3 1.84 0.41
1:C:228.LEU:HD23 1:C:229:SER:H 1.81 0.41
1:C:389:GLU:HB3 1:C:390:ASP:H 1.50 0.41
1:C:47:ARG:HE 1:C:148:LEU:CD2 2.33 0.41
1:C:47:ARG:NE 1:C:148:LEU:CD2 2.83 0.41
1:C:90:ALA:O 1:C:92:ALA:N 2.54 0.41
2:D:81:LEU:HD12 2:D:280:ASP:HB3 2.02 0.41
2:D:36:ASN:OD1 2:D:39:SER:N 2.54 0.41
2:D:508:PRO:O 2:D:511:GLU:HG3 2.21 0.41
1:E:107:TYR:HB2 1:E:131:PHE:CD2 2.55 0.41
1:E:348:GLU:HG2 1:E:355:LEU:HG 2.02 0.41
1:E:411:GLY:O 1:E:412:PRO:C 2.59 0.41
1:E:448:ARG:HD3 1:E:474:LEU:O 2.20 0.41
1:E:56:ASN:OD1 1:E:57:ARG:N 2.44 0.41
2:F:49:MET:HG2 2:F:318:TYR:HA 2.02 0.41
2:F:362:LEU:HB2 2:F:367:ILE:HD13 2.03 0.41
2:F:424:LYS:HE2 2:F:562:ARG:O 2.20 0.41
1:G:251:LEU:N 1:G:326:ASP:0D2 2.50 0.41
2:H:247:VAL:HG11 | 2:H:255:VAL:HG12 2.03 0.41
1:1:308:ARG:NH1 1:1:308:ARG:CG 2.84 0.41
1:1:262:ALA:O 1:1:316: VAL:O 2.38 0.41
1:K:136:ALA:O 1:K:140:ARG:HB2 2.21 0.41
1:K:47:ARG:NE 1:K:148:LEU:HD21 2.35 0.41
1:K:302:MET:HA 1:K:305:ALA:HB3 2.01 0.41
1:K:485:ASP:CG 1:K:491:ARG:NH2 2.74 0.41
2:J:351:PHE:CE1 2:L:271:GLY:HA3 2.55 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:L:376:LEU:HB2 2:L:404:.1ILE:HD11 2.02 0.41
2:B:193:ARG:NH1 2:L:458:ASP:0OD1 2.43 0.41
2:L:507:ALA:HA 2:L:510:LEU:HD12 2.02 0.41
1:A:150:LEU:HA 1:A:150:LEU:HD23 1.67 0.41
1:A:354:ASP:O 1:A:357:ALA:HB3 2.21 0.41
1:A:508:PHE:O 1:A:511:ALA:N 2.53 0.41
2:B:227:SER:O 2:B:228:ASP:C 2.59 0.41
2:B:240:PHE:CD1 2:B:243:GLY:HA2 2.55 0.41
2:B:367:ILE:CG2 2:B:545:LEU:HD11 2.50 0.41
2:B:420:LYS:O 2:B:423:ALA:HB3 2.21 0.41
1:C:299:ARG:C 1:C:301:ALA:N 2.75 0.41
1:C:337:ASN:HD22 | 1:C:341:GLN:HE21 1.68 0.41
1:C:469:PHE:O 1:C:472:ARG:HG3 2.21 0.41
1:C:525:ARG:CB 1:C:525:ARG:HH11 2.34 0.41
2:D:347:PHE:O 2:D:348:LYS:C 2.58 0.41
2:D:41:GLU:O 2:D:44:ALA:CB 2.60 0.41
2:D:434:VAL:HG23 2:D:435:PRO:CD 2.51 0.41
1:E:343:GLU:C 1:E:345:PRO:HD2 2.41 0.41
1:E:601:ARG:HA 1:E:606: THR:HG23 2.02 0.41
2:F:216:CYS:CB 2:F:238: THR:O 2.68 0.41
2:F:247:-VAL:HG12 2:F:247:VAL:O 2.20 0.41
1:G:344:HIS:N 1:G:345:PRO:HD3 2.35 0.41
1:GG:534:HIS:H 1:G:534:HIS:CD2 2.36 0.41
2:H:234:ARG:HD?2 2:H:276:TYR:OH 2.21 0.41
2:H:455:ARG:HH22 2:H:529:ASP:.CG 2.24 0.41
1:1:455:LEU.HB3 1:1:471:ARG:HD3 2.02 0.41
1:1:414:ARG:NH1 1:1:457:GLU:OE1 2.54 0.41
2:H:326:LYS:HE3 1:1:681:LYS:HD3 2.02 0.41
2:J:186:PRO:O 2:J:187:ASP:O 2.38 0.41
2:J:206:ILE:O 2:J:207:PRO:C 2.58 0.41
1:K:144:.GLU:.CG 1:K:144:GLU:O 2.66 0.41
1:K:380:HIS:CE1 1:K:444:ARG:HG3 2.56 0.41
1:K:504:LEU:CD2 1:K:505:PRO:HD2 2.45 0.41
1:K:537: TRP:CH2 2:L:123:ILE:HG22 2.56 0.41
1:A:408:ALA:HB2 1:A:457:GLU:HB2 2.02 0.41
2:B:169:TYR:N 2:B:169: TYR:CD2 2.89 0.41
2:B:417:GLY:O 2:B:419:ALA:N 2.54 0.41
1:C:263:ASP:HA 1:C:362:VAL:CG1 2.51 0.41
2:D:483:ALA:O 2:D:486:LYS:HB3 2.21 0.41
1:E:557:CYS:SG 1:E:627:LEU:HD23 2.61 0.41
2:F:189:GLU:H 2:F:189:GLU:CD 2.20 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:F:350:LEU:H 2:F:350:LEU:HD23 1.86 0.41
2:F:400:PHE:CD2 2:F:453:CYS:CB 3.04 0.41
2:F:106:HIS:H 2:F:524:ALA:HB1 1.86 0.41
1:G:109:ARG:NH1 1:G:111:ASP:0OD2 2.54 0.41
1:G:275:ASP:0D2 1:G:277:SER:OG 2.23 0.41
1:G:280:ARG:HD3 1:G:283:GLN:NE2 2.36 0.41
2:H:114:VAL:HG11 | 2:H:146:TYR:CE2 2.55 0.41
2:H:400:PHE:HB2 2:H:438: THR:OG1 2.20 0.41
2:H:500:GLU:O 2:H:504:LYS:HG2 2.21 0.41
2:H:66:GLY:C 2:H:68:GLY:H 2.24 0.41
1:1:128:GLY:O 1:1:133:SER:HB3 2.21 0.41
1:1:136:ALA:O 1:1:137:ASP:C 2.58 0.41
1:1:258:ILE:HD12 1:1:302:MET:O 2.21 0.41
1:1:522:GLY:O 1:1:523:HIS:CB 2.64 0.41
2:J:537: THR:HG22 2:J:541:LEU:CD1 2.50 0.41
2:J:73:ALA:C 2:J:75:HIS:N 2.74 0.41
2:L:49:-MET:HG2 2:L:318:TYR:HA 2.03 0.41
2:1:324:ASP:HB3 2:L:327:GLN:HB2 2.03 0.41
1:A:182:HIS:HA 1:A:245:LEU:CD2 2.01 0.41
1:A:71:LEU:HD21 | 1:A:364:ARG:HH22 1.85 0.41
1:A:663:GLU:HG2 1:A:663:GLU:H 1.50 0.41
2:B:234:ARG:O 2:B:235:GLU:HB2 2.20 0.41
2:B:26:SER.:C 2:B:28:MET:H 2.23 0.41
2:B:61:GLY:O 2:B:64:HIS:HB2 2.20 0.41
1:C:269:LEU:HD12 | 1:C:271:LEU:HD21 2.03 0.41
1:C:320: THR:CG2 1:C:341:GLN:HB2 2.50 0.41
1:C:327:GLU:C 1:C:329:GLY:N 2.74 0.41
1:C:473:ILE:HD13 1:C:473:ILE:HG21 1.86 0.41
1:C:516: TRP:CD2 1:C:613:ARG:NH2 2.87 0.41
2:D:198:GLN:HG2 2:D:208:GLN:OE1 2.20 0.41
2:D:394:ARG:HB2 2:D:396:1LE:CD1 2.51 0.41
2:D:418:ILE:HG23 | 2:J:241:LEU:HD12 2.02 0.41
2:D:433:ARG:NH1 2:D:433:ARG:CG 2.82 0.41
1:E:57:ARG:HD2 1:E:107'TYR:CE2 2.56 0.41
1:E:132:LEU:HA 1:E:132:LEU:HD13 1.87 0.41
1:E:207:ALA:CB 1:E:243:ARG:NH1 2.83 0.41
1:E:622: TRP:HB3 1:E:627:LEU:HD13 2.03 0.41
2:F:212:VAL:CG2 2:F:232:MET:CG 2.99 0.41
2:F:479:ALA:HB1 2:F:506:LYS:HG2 2.02 0.41
1:G:165:ALA:O 1:G:169:LEU:CD1 2.67 0.41
1:G:178:VAL:HG23 | 1:G:332:PHE:HB3 2.02 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

2:H:213:MET:-HE3 2:H:284:.LEU:HG 2.03 0.41
2:H:309:ALA:HB1 2:H:310:PRO:CD 2.50 0.41
2:H:322:PRO:CD 2:H:329:TYR:CD1 3.04 0.41
1:G:536:PRO:CB 2:H:363:HIS:CE1 2.94 0.41
2:H:378:ALA:HB2 2:H:418:ILE:HD12 2.02 0.41
1:1:275:ASP:0OD2 1:1:275:ASP:C 2.60 0.41
1:I:60:ILE:HD12 1:I:60:ILE:HA 1.77 0.41
2:J:334:VAL:HG12 | 2:J:338:LEU:HD11 2.02 0.41
2:J:516:GLN:HB3 2:J:521:TYR:CE2 2.56 0.41
1:K:569:ALA:O 1:K:571:PRO:HD3 2.21 0.41
1:K:555:LEU:HD22 | 1:K:629:ILE:HG22 2.02 0.41
2:1:204:ARG:HB2 2:1:204:ARG:HE 1.17 0.41
4:1:591:COA:H62 | 4:L:591:COA:H62A 1.85 0.41
1:K:544:ARG:HH21 2:L:88:ASN:ND2 2.19 0.41
1:A:382:ILE:HG22 1:A:383:GLU:N 2.35 0.40
1:A:518:GLN:HB3 | 1:A:590:LEU:HD23 2.03 0.40
1:A:667: THR:O 1:A:668:VAL:O 2.39 0.40
1:A:695:LYS:HD3 1:A:715:ASP:HB2 2.03 0.40
2:B:321:ILE:O 2:B:321:ILE:HG22 2.21 0.40
2:D:212:VAL:HG23 2:D:231:VAL:O 2.22 0.40
2:D:331:VAL:C 2:D:333:GLU:H 2.24 0.40
2:F:163:ASN:OD1 2:F:460:ARG:HD?2 2.21 0.40
2:F:545:LEU:HA 2:F:545:LEU:HD23 1.65 0.40
1:G:389:GLU:HG2 | 1:G:397:PRO:HG3 2.03 0.40
1:G:57:ARG:HG3 1:G:58:GLY:N 2.36 0.40
1:G:84:ARG:H 1:G:84:ARG:HG2 1.66 0.40
1:I:127:PRO:HG3 1:1:149:PHE:CE2 2.56 0.40
1:1:385:ARG:HD3 1:I:387:TYR:HE1 1.86 0.40
1:1:452:LEU:O 1:1:452:LEU:CD1 2.65 0.40
1:1:469:PHE:CD2 1:1:470:LEU:N 2.90 0.40
3:1:801:BTI:HN2 3:1:801:BTI:H72 1.60 0.40
2:J:222:TYR:HA 2:J:225:ALA:HB3 2.03 0.40
2:1:112:GLU:HG2 2:1:112:GLU:H 1.55 0.40
2:L:157:GLN:NE2 2:L:197:ASN:HB2 2.36 0.40
2:1:192:GLY:HA2 2:L:195:PHE:HD?2 1.83 0.40
2:L:215:SER:HA 2:1:238: THR:HG1 1.85 0.40
2:1:420:LYS:HE3 2:L:563:MET:O 2.21 0.40
1:A:323:PHE:CD1 1:A:333:PHE:HA 2.56 0.40
1:A:398:ALA:HB3 1:A:464:ARG:HB2 2.03 0.40
1:A:489:ILE:HD12 1:A:489:ILE:HA 1.70 0.40
1:A:489:ILE:CG2 1:A:490:ALA:N 2.84 0.40

Continued on next page...




Page 152

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
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1:A:49:ILE:HD11 1:A:148:LEU:CD1 2.01 0.40
1:A:57:ARG:HG3 1:A:57:ARG:HH11 1.86 0.40
2:B:158:ALA:O 2:B:159:ILE:C 2.60 0.40
2:B:331:VAL:HG12 | 2:B:373:ASN:ND2 2.36 0.40
1:C:613:ARG:HG2 1:C:614:ARG:H 1.85 0.40
2:D:191:PHE:HD2 2:D:192:GLY:H 1.69 0.40
2:D:221:ALA:C 2:D:224:PRO:HD2 2.41 0.40
2:D:240:PHE:CE1 2:D:243:GLY:CA 3.04 0.40
2:D:476:GLU:OE2 2:D:477:GLN:HB2 2.21 0.40
2:F:408:-MET:CG 2:F:413: TYR:CE2 3.04 0.40
1:G:327:GLU:O 1:G:329:GLY:N 2.55 0.40
2:H:102:ALA:C 2:H:104:ALA:N 2.75 0.40
2:F:482:LEU:HD21 | 2:H:179:PRO:HG3 2.02 0.40
2:F:481:VAL:HG13 | 2:H:245:PRO:HB3 2.02 0.40
2:H:486:LYS:HD2 2:H:489:GLN:NE2 2.35 0.40
1:I:169:LEU:HD22 1:1:313:ILE:CG2 2.48 0.40
1:1:251:LEU:O 1:1:252:LYS:C 2.59 0.40
1:1:537:- TRP:HB3 2:J:125:ARG:HG2 2.01 0.40
2:D:423:ALA:HB1 2:J:226:MET:HG3 2.02 0.40
2:J:465: TRP:HB3 2:J:467:ASN:HD21 1.87 0.40
1:K:112:ARG:HG3 | 1:K:112:ARG:NH1 2.36 0.40
1:K:170:MET:SD 1:K:309:ALA:CB 3.04 0.40
1:K:508:PHE:O 1:K:510:GLN:N 2.54 0.40
2:L:164:ARG:CG 2:L:164:ARG:O 2.67 0.40
2:B:186:PRO:HG3 2:L:527: TRP:CZ2 2.57 0.40
1:A:109:ARG:CZ 1:A:112:ARG:HH22 2.34 0.40
1:A:271:LEU:CD1 | 1:A:355:LEU:HD21 2.01 0.40
1:A:384:VAL:HG13 | 1:A:470:LEU:HD22 2.03 0.40
2:B:42:PHE:C 2:B:42:PHE:CD2 2.94 0.40
1:C:190: THR:HG23 | 1:C:193:ARG:NH1 2.36 0.40
1:C:229:SER:C 1:C:231:ALA:H 2.25 0.40
1:C:320: THR:HG21 1:C:341:GLN:CG 2.51 0.40
1:C:333:PHE:CZ 1:C:335:GLU:HA 2.55 0.40
2:D:170:LEU:HD23 | 2:D:211:VAL:HG23 2.02 0.40
1:E:150:LEU:HD21 1:E:359:GLN:O 2.21 0.40
1:E:186:GLN:HB3 1:E:190: THR:HB 2.02 0.40
1:E:607:ARG:CG 1:E:607:ARG:HH11 2.35 0.40
2:F:190:HIS:O 2:F:191:PHE:C 2.59 0.40
1:G:359:GLN:O 1:G:362:VAL:HG22 2.21 0.40
1:G:83:ASP:O 1:G:89:VAL:HG21 2.22 0.40
2:F:450: TYR:CE1 2:H:192:GLY:HA3 2.55 0.40
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2:H:270:SER:HG 2:H:272:VAL:HG23 1.85 0.40
2:H:479:ALA:O 2:H:506:LYS:HG2 2.21 0.40
1:1:256:VAL:O 1:1:323:PHE:HB2 2.21 0.40
1:1:421:ARG:O 1:1:422:GLU:C 2.60 0.40
2:H:405: THR:HG23 1:1:681:LYS:HG2 2.03 0.40
2:J:27:HIS:CB 1:K:616:ARG:NH2 2.85 0.40
1:K:274:ARG:NH2 | 1:K:320:THR:HG21 2.37 0.40
1:K:532:ASP:O 1:K:535:SER:HB2 2.21 0.40
2:L:106:HIS:O 2:L:107:GLU:HB2 2.22 0.40
2:1.:222: TYR:HE2 2:L:241:LEU:HD21 1.86 0.40
1:A:112:ARG:NH1 1:A:112:ARG:HG3 2.36 0.40
1:A:414:ARG:CB 1:A:454:MET:SD 3.09 0.40
1:A:506:GLU:O 1:A:507:HIS:C 2.60 0.40
1:A:531:ASP:HB3 2:B:298:LYS:HB2 2.02 0.40
1:A:65:MET:HE3 1:A:92:ALA:HB2 2.02 0.40
1:A:682:MET:SD 2:F:405:. THR:HG21 2.62 0.40
2:B:241:LEU:HA 2:B:241:LEU:HD23 1.67 0.40
2:B:457'TYR:N 2:B:457'TYR:HD?2 2.19 0.40
1:C:179:PRO:HB2 1:C:198:.ILE:HG12 2.03 0.40
1:C:340:LEU:HD21 1:C:344:HIS:CG 2.57 0.40
2:D:165:LEU:HD21 2:D:547:ALA:O 2.21 0.40
2:D:394:ARG:HB2 | 2:D:396:ILE:HD12 2.04 0.40
1:E:309:ALA:O 1:E:312:ALA:HB3 2.20 0.40
1:E:340:LEU:HG 1:E:359:GLN:HE22 1.84 0.40
2:F:161:LEU:CD2 2:F:201:MET:HG2 2.43 0.40
1:G:518:GLN:HB3 | 1:G:590:LEU:HD23 2.03 0.40
1:G:52:LEU:HD12 1:G:124:ALA:C 2.42 0.40
2:H:101:SER:O 2:H:152:LYS:HE3 2.22 0.40
2:H:164:ARG:NH1 2:H:296: TRP:CZ2 2.90 0.40
2:H:331:VAL:HG21 | 2:H:371:ALA:HBI1 2.03 0.40
2:H:491:GLU:HA 2:H:495:GLN:O 2.21 0.40
1:1:374:GLN:O 1:1:376:PRO:CD 2.68 0.40
2:1:222:TYR:O 2:1:223:VAL:C 2.60 0.40
2:1:305:ARG:HB3 | 2:L:305:ARG:HHI11 1.85 0.40
2:L:308:ARG:NH2 2:1L:343:GLU:CD 2.75 0.40
2:1:376:LEU:HD12 2:L:404:ILE:CD1 2.52 0.40
2:B:242:ALA:CB 2:1:409:VAL:HG11 2.52 0.40
4:B:591:COA:OAP | 2:L:485:VAL:HG11 2.21 0.40
2:L:507:ALA:N 2:L:508:PRO:HD2 2.36 0.40
1:A:187:ASP:O 1:A:189:GLU:N 2.55 0.40
1:A:248:LYS:NZ 1:A:328:ARG:HH12 2.20 0.40
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1:A:562:ARG:CB 1:A:562:ARG:NH1 2.74 0.40
1:A:672:ALA:O 1:A:674:LEU:N 2.54 0.40
1:A:713:GLU:C 1:A:714:.LEU:O 2.60 0.40
2:B:247:VAL:O 2:B:250:ALA:HB3 2.21 0.40
2:B:320:VAL:O 2:B:322:PRO:HD3 2.22 0.40
2:B:541:LEU:HA 2:B:541:LEU:HD23 1.80 0.40
1:C:470:LEU:O 1:C:471:ARG:C 2.57 0.40
1:C:519:SER:HB2 1:C:613:ARG:HE 1.86 0.40
2:D:56:LEU:O 2:D:57:ARG:C 2.59 0.40
2:D:89:ARG:NH2 2:D:89:ARG:CG 2.82 0.40
1:E:154:ALA:O 1:E:155:ALA:C 2.60 0.40
1:E:279:GLN:HB2 1:E:283:GLN:O 2.21 0.40
1:E:384:VAL:CG1 1:E:470:LEU:CD2 2.91 0.40
1:E:544:ARG:HG3 1:E:550:GLU:OFE1 2.21 0.40
1:E:516: TRP:CE3 1:E:555:LEU:HD21 2.57 0.40
2:F:119:ILE:HG22 2:F:149:THR:CG2 2.51 0.40
2:F:484:GLN:NE2 | 2:F:487:ARG:HH12 2.19 0.40
2:F:508:PRO:HG2 2:F:509:ILE:H 1.85 0.40
1:G:114:ILE:HD11 1:G:147:LEU:CD1 2.51 0.40
1:G:199:GLY:O 1:G:201:PRO:CD 2.69 0.40
1:G:182:HIS:CB 1:G:245:LEU:CD2 2.93 0.40
1:G:386:LEU:HD11 | 1:G:465:THR:CG2 2.52 0.40
1:G:387:TYR:N 1:G:466:ASN:OD1 2.54 0.40
2:H:338:LEU:HD21 2:H:537:-THR:HB 2.04 0.40
1:1:273:GLU:H 1:1:273:GLU:CD 2.23 0.40
1:1:543: TRP:O 1:1:544:ARG:NH1 2.55 0.40
2:J:424:LYS:H 2:J:424:LYS:HG3 1.64 0.40
1:K:282:HIS:O 1:K:283:GLN:HB2 2.22 0.40
1:K:298:LEU:O 1:K:301:ALA:HB3 2.22 0.40
1:K:332:PHE:O 1:K:334:MET:-HE3 2.21 0.40
1:K:340:LEU:HD12 | 1:K:359:GLN:HE22 1.86 0.40
1:K:405:TYR:HB3 1:K:422:GLU:CB 2.42 0.40
1:K:47:ARG:CZ 1:K:47:ARG:HB2 2.47 0.40
1:K:85:HIS:ND1 1:K:86:ALA:N 2.70 0.40
2:L:247:VAL:O 2:L:247:VAL:CG1 2.69 0.40
2:1:382:GLN:HE21 2:1.:382:GLN:HB2 1.65 0.40

There are no symmetry-related clashes.
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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 613/655 (94%) | 427 (70%) | 114 (19%) | 72 (12%) |
1 C 546/655 (83%) 382 (70%) | 113 (21%) | 51 (9%)

1 E 546/655 (83%) 384 (70%) | 109 (20%) | 53 (10%)
1 G 546/655 (83%) 381 (70%) | 113 (21%) | 52 (10%)
1 I 493 /655 (75%) 353 (72%) | 101 (20%) | 39 (8%)
1 K 493/655 (75%) 364 (74%) | 88 (18%) 41 (8%)
2 B 535/555 (96%) | 448 (84%) | 63 (12%) 24 (4%)
2 D 535/555 (96%) | 456 (85%) | 62 (12%) 17 (3%)
2 F 535/555 (96%) | 439 (82%) 73 (14%) 23 (4%)
2 H 535/555 (96%) | 450 (84%) | 60 (11%) 25 (5%)
2 J 535/555 (96%) | 452 (84%) | 65 (12%) 18 (3%)
2 L 535/555 (96%) | 438 (82%) 76 (14%) 21 (4%)
All All 6447/7260 (89%) | 4974 (77%) | 1037 (16%) | 436 (7%)

All (436) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 186 GLN
1 A 225 ALA
1 A 230 SER
1 A 294 LEU
1 A 366 GLU
1 A 377 LEU
1 A 397 PRO
1 A 412 PRO
1 A 498 PRO
1 A 504 LEU
1 A 505 PRO
1 A 586 SER

Continued on next page...
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Mol | Chain | Res | Type
1 A 587 GLN
1 A 661 LEU
1 A 666 GLN
1 A 668 VAL
1 A 696 ALA
1 A 701 GLU
1 A 703 GLU
1 A 705 VAL
1 A 714 LEU
2 B 70 ALA
2 B 186 PRO
2 B 187 ASP
2 B 375 ILE
2 B 376 LEU
2 B 474 GLY
1 C 186 GLN
1 C 225 ALA
1 C 292 PRO
1 C 294 LEU
1 C 366 GLU
1 C 377 LEU
1 C 397 PRO
1 C 412 PRO
1 C 501 GLN
1 C 504 LEU
1 C 505 PRO
1 C 523 HIS
2 D 70 ALA
2 D 186 PRO
2 D 187 ASP
2 D 310 PRO
1 E 86 ALA
1 E 186 GLN
1 E 225 ALA
1 E 278 ILE
1 E 294 LEU
1 E 366 GLU
1 E 397 PRO
1 E 412 PRO
1 E 501 GLN
1 E 504 LEU
1 E 505 PRO

Continued on next page...
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Mol | Chain | Res | Type
2 F 70 ALA
2 F 186 PRO
2 F 187 ASP
2 F 375 ILE
1 G 186 GLN
1 G 188 LEU
1 G 200 TYR
1 G 225 ALA
1 G 294 LEU
1 G 366 GLU
1 G 397 PRO
1 G 412 PRO
1 G 504 LEU
1 G 505 PRO
1 G 586 SER
1 G 587 GLN
2 H 177 ASN
2 H 186 PRO
2 H 187 ASP
2 H 218 ALA
2 H 310 PRO
2 H 375 ILE
2 H 499 VAL
1 I 278 ILE
1 I 292 PRO
1 I 366 GLU
1 I 397 PRO
1 I 412 PRO
1 I 504 LEU
1 I 505 PRO
1 I 523 HIS
1 I 586 SER
2 J 70 ALA
2 J 177 ASN
2 J 186 PRO
2 J 187 ASP
2 J 253 GLU
2 J 499 VAL
1 K 59 GLU
1 K 366 GLU
1 K 412 PRO
1 K 501 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 K 504 LEU
1 K 505 PRO
1 K 586 SER
2 L 70 ALA
2 L 177 ASN
2 L 186 PRO
2 L 187 ASP
2 L 375 ILE
1 A 82 ILE
1 A 86 ALA
1 A 150 LEU
1 A 188 LEU
1 A 198 ILE
1 A 268 CYS
1 A 281 ARG
1 A 283 GLN
1 A 293 GLY
1 A 317 GLY
1 A 482 ALA
1 A 509 TRP
1 A 650 SER
1 A 680 MET
1 A 687 ARG
2 B 69 SER
2 B 174 GLY
2 B 177 ASN
2 B 191 PHE
2 B 253 GLU
2 B 499 VAL
1 C 59 GLU
1 C 105 ASP
1 C 135 ASN
1 C 188 LEU
1 C 198 ILE
1 C 230 SER
1 C 278 ILE
1 C 281 ARG
1 C 283 GLN
1 C 293 GLY
1 C 317 GLY
1 C 328 ARG
1 C 393 GLY

Continued on next page...
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Mol | Chain | Res | Type
1 C 402 LEU
1 C 509 TRP
1 C 571 PRO
1 C 586 SER
1 C 587 GLN
2 D 69 SER
2 D 101 SER
2 D 177 ASN
2 D 301 GLN
2 D 375 ILE
2 D 499 VAL
1 E 59 GLU
1 E 131 PHE
1 E 135 ASN
1 E 188 LEU
1 E 198 ILE
1 E 230 SER
1 E 293 GLY
1 E 299 ARG
1 E 300 ARG
1 E 328 ARG
1 E 391 PRO
1 E 521 PRO
1 E 523 HIS
1 E 539 ARG
1 E 586 SER
1 E 587 GLN
1 E 602 VAL
2 F 253 GLU
2 F 301 GLN
2 F 499 VAL
1 G 82 ILE
1 G 99 GLY
1 G 135 ASN
1 G 150 LEU
1 G 282 HIS
1 G 283 GLN
1 G 293 GLY
1 G 317 GLY
1 G 328 ARG
1 G 501 GLN
1 G 571 PRO

Continued on next page...



Page 160

Full wwPDB X-ray Structure Validation Report

3U9S

Continued from previous page...

Mol | Chain | Res | Type
2 H 47 ALA
2 H 69 SER
2 H 70 ALA
2 H 101 SER
2 H 236 GLN
2 H 253 GLU
2 H 301 GLN
2 H 376 LEU
2 H 474 GLY
1 I 59 GLU
1 I 107 TYR
1 I 282 HIS
1 I 283 GLN
1 I 293 GLY
1 I 294 LEU
1 I 501 GLN
1 I 587 GLN
2 J 69 SER
2 J 101 SER
2 J 375 ILE
2 J 376 LEU
1 K 135 ASN
1 K 278 ILE
1 K 281 ARG
1 K 283 GLN
1 K 293 GLY
1 K 294 LEU
1 K 317 GLY
1 K 397 PRO
1 K 491 ARG
1 K 523 HIS
1 K b87 GLN
1 K 602 VAL
2 L 101 SER
2 L 474 GLY
2 L 499 VAL
1 A 59 GLU
1 A 135 ASN
1 A 292 PRO
1 A 300 ARG
1 A 398 ALA
1 A 402 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 A 483 GLU
1 A 491 ARG
1 A 501 GLN
1 A 503 ALA
1 A 623 GLU
1 A 673 THR
1 A 681 LYS
2 B 236 GLN
1 C 91 GLU
1 C 155 ALA
1 C 282 HIS
1 C 300 ARG
1 C 391 PRO
1 C 498 PRO
1 C 508 PHE
1 C 521 PRO
1 C 602 VAL
2 D 207 PRO
2 D 253 GLU
1 E 281 ARG
1 E 283 GLN
1 E 292 PRO
1 E 377 LEU
1 E 393 GLY
1 E 422 GLU
1 E 500 PRO
1 E 503 ALA
1 E 534 HIS
1 E 603 ASP
2 F 69 SER
2 F 177 ASN
2 F 191 PHE
2 F 218 ALA
2 F 236 GLN
1 G 59 GLU
1 G 131 PHE
1 G 268 CYS
1 G 292 PRO
1 G 296 ALA
1 G 377 LEU
1 G 391 PRO
1 G 398 ALA

Continued on next page...
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Mol | Chain | Res | Type
1 G 521 PRO
2 H 115 ALA
1 I 82 ILE
1 I 86 ALA
1 I 135 ASN
1 I 300 ARG
1 I 377 LEU
1 I 393 GLY
1 I 482 ALA
1 I 491 ARG
1 I 498 PRO
1 I 571 PRO
2 J 301 GLN
1 K 292 PRO
1 K 498 PRO
1 K 521 PRO
1 K 603 ASP
2 L 69 SER
2 L 141 LYS
2 L 174 GLY
2 L 236 GLN
2 L 253 GLU
1 A 98 LEU
1 A 131 PHE
1 A 389 GLU
1 A 508 PHE
1 A 523 HIS
1 A 571 PRO
2 B 76 SER
2 B 141 LYS
2 B 251 THR
2 B 403 ASN
1 C 104 ALA
1 C 131 PHE
1 C 389 GLU
1 C 500 PRO
2 D 47 ALA
1 E 99 GLY
1 E 268 CYS
1 E 282 HIS
1 E 571 PRO
1 E 623 GLU

Continued on next page...
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Mol | Chain | Res | Type
2 F 101 SER
2 F 141 LYS
1 G 86 ALA
1 G 160 MET
1 G 171 GLU
1 G 198 ILE
1 G 389 GLU
1 G 463 LEU
1 G 482 ALA
1 G 491 ARG
2 H 39 SER
2 H 207 PRO
2 H 537 THR
1 I 255 HIS
1 I 391 PRO
1 I 503 ALA
1 I 509 TRP
2 J 207 PRO
2 J 236 GLN
1 K 150 LEU
1 K 155 ALA
1 K 282 HIS
1 K 301 ALA
1 K 482 ALA
1 K 500 PRO
1 K 509 TRP
1 K 571 PRO
1 A 272 ASN
1 A 282 HIS
1 A 299 ARG
1 A 328 ARG
1 A 391 PRO
1 A 393 GLY
2 B 83 VAL
2 B 93 PRO
2 B 185 PHE
2 B 325 SER
1 C 137 ASP
1 C 223 GLU
1 C 268 CYS
1 C 422 GLU
1 C 491 ARG

Continued on next page...
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Mol | Chain | Res | Type
2 D 27 HIS
2 D 39 SER
2 D 174 GLY
2 D 236 GLN
1 E 150 LEU
1 E 349 ALA
1 E 389 GLU
1 E 498 PRO
1 E 509 TRP
2 F 93 PRO
2 F 228 ASP
1 G 248 LYS
1 G 281 ARG
1 G 432 PRO
1 G 483 GLU
1 G 498 PRO
1 G 523 HIS
2 H 174 GLY
2 H 185 PHE
2 H 245 PRO
1 I 105 ASP
1 I 154 ALA
1 I 296 ALA
2 J 103 LEU
1 K 131 PHE
1 K 391 PRO
1 K 503 ALA
2 L 185 PHE
2 L 218 ALA
2 L 376 LEU
1 A 492 HIS
1 A 521 PRO
1 A 625 GLU
2 B 101 SER
2 B 115 ALA
1 C 58 GLY
1 C 99 GLY
1 C 109 ARG
1 E 482 ALA
2 F 112 GLU
2 F 245 PRO
2 F 300 GLY

Continued on next page...
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Mol | Chain | Res | Type
1 G 58 GLY
1 I 428 PRO
1 I 500 PRO
1 I 521 PRO
2 J 174 GLY
2 J 310 PRO
1 K 105 ASP
1 K 377 LEU
1 A 278 ILE
1 A 428 PRO
1 A 500 PRO
1 A 709 THR
1 E 82 ILE
1 E 317 GLY
1 E 432 PRO
2 F 220 GLY
2 J 474 GLY
2 L 93 PRO
2 L 207 PRO
1 A 200 TYR
2 B 310 PRO
2 F 174 GLY
1 G 393 GLY
1 I 390 ASP
1 K 82 ILE
1 K 428 PRO
1 A 376 PRO
1 A 432 PRO
1 E 379 GLY
2 F 185 PHE
2 F 219 GLY
1 G 278 ILE
1 G 307 VAL
1 G 500 PRO
1 I 432 PRO
2 J 185 PHE
1 K 58 GLY
1 K 390 ASP
1 K 393 GLY
2 L 245 PRO
1 G 352 GLY
2 H 534 PRO

Continued on next page...
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Mol | Chain | Res | Type
2 H 552 PRO
2 L 178 LEU
1 A 352 GLY
2 L 310 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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 477/496 (96%) 384 (80%) | 93 (20%)
1 C 423 /496 (85%) 336 (79%) | 87 (21%)
1 E 423/496 (85%) 330 (78%) | 93 (22%)
1 G 423/496 (85%) 329 (78%) | 94 (22%)
1 I 382/496 (77%) 305 (80%) | 77 (20%)
1 K 381/496 (77%) 300 (79%) | 81 (21%)
2 B 401/418 (96%) 341 (85%) | 60 (15%)
2 D 401/418 (96%) 340 (85%) | 61 (15%)
2 F 401/418 (96%) 339 (84%) | 62 (16%)
2 H 401/418 (96%) 338 (84%) | 63 (16%)
2 J 401/418 (96%) 354 (88%) | 47 (12%)
2 L 401/418 (96%) 341 (85%) | 60 (15%)

All All 4915/5484 (90%) | 4037 (82%) | 878 (18%)

All (878) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 47 ARG
1 A 50 GLN
1 A 59 GLU
1 A 65 MET
1 A 75 SER
1 A 80 SER

Continued on next page...
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Mol | Chain | Res | Type
1 A 87 ARG
1 A 96 VAL
1 A 105 ASP
1 A 118 LEU
1 A 123 GLN
1 A 129 TYR
1 A 132 LEU
1 A 137 ASP
1 A 144 GLU
1 A 148 LEU
1 A 171 GLU
1 A 186 GLN
1 A 192 ARG
1 A 197 ARG
1 A 198 ILE
1 A 200 TYR
1 A 202 VAL
1 A 215 MET
1 A 216 LYS
1 A 217 VAL
1 A 221 GLU
1 A 226 GLU
1 A 232 GLN
1 A 233 ARG
1 A 244 MET
1 A 249 TYR
1 A 261 PHE
1 A 269 LEU
1 A 276 CYS
1 A 278 ILE
1 A 292 PRO
1 A 316 VAL
1 A 327 GLU
1 A 328 ARG
1 A 336 MET
1 A 340 LEU
1 A 341 GLN
1 A 361 ARG
1 A 371 THR
1 A 386 LEU
1 A 412 PRO
1 A 420 VAL

Continued on next page...
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Mol | Chain | Res | Type
1 A 421 ARG
1 A 431 ASP
1 A 438 ILE
1 A 440 TRP
1 A 443 THR
1 A 446 GLU
1 A 449 GLN
1 A 452 LEU
1 A 460 VAL
1 A 463 LEU
1 A 465 THR
1 A 469 PHE
1 A 471 ARG
1 A 492 HIS
1 A 495 ASP
1 A 505 PRO
1 A 518 GLN
1 A 519 SER
1 A 525 ARG
1 A 526 ASP
1 A 540 ASN
1 A 544 ARG
1 A 550 GLU
1 A 559 ASP
1 A 562 ARG
1 A 565 ARG
1 A 567 ARG
1 A 586 SER
1 A 597 ASP
1 A 602 VAL
1 A 606 THR
1 A 612 LEU
1 A 614 ARG
1 A 621 GLU
1 A 654 ASN
1 A 667 THR
1 A 668 VAL
1 A 677 LEU
1 A 678 GLU
1 A 682 MET
1 A 686 ILE
1 A 687 ARG

Continued on next page...
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Mol | Chain | Res | Type
1 A 697 LEU
1 A 698 TYR
1 A 704 LEU
2 B 33 THR
2 B 35 ILE
2 B 36 ASN
2 B 57 ARG
2 B 62 ARG
2 B 64 HIS
2 B 69 SER
2 B 81 LEU
2 B 85 GLU
2 B 89 ARG
2 B 93 PRO
2 B 99 GLU
2 B 112 GLU
2 B 114 VAL
2 B 120 VAL
2 B 139 THR
2 B 147 PRO
2 B 149 THR
2 B 161 LEU
2 B 162 GLU
2 B 187 ASP
2 B 189 GLU
2 B 191 PHE
2 B 227 SER
2 B 230 THR
2 B 240 PHE
2 B 247 VAL
2 B 256 SER
2 B 264 ASP
2 B 281 ASP
2 B 308 ARG
2 B 312 TYR
2 B 327 GLN
2 B 331 VAL
2 B 350 LEU
2 B 353 THR
2 B 354 THR
2 B 362 LEU
2 B 370 LEU

Continued on next page...
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Mol | Chain | Res | Type
2 B 373 ASN
2 B 392 CYS
2 B 393 GLN
2 B 403 ASN
2 B 408 MET
2 B 455 ARG
2 B 466 PRO
2 B 467 ASN
2 B 473 MET
2 B 476 GLU
2 B 481 VAL
2 B 484 GLN
2 B 487 ARG
2 B 491 GLU
2 B 499 VAL
2 B 502 GLU
2 B 510 LEU
2 B 511 GLU
2 B 537 THR
2 B 545 LEU
2 B 553 ILE
1 C 47 ARG
1 C 50 GLN
1 C 66 ARG
1 C 71 LEU
1 C 84 ARG
1 C 85 HIS
1 C 105 ASP
1 C 111 ASP
1 C 118 LEU
1 C 123 GLN
1 C 129 TYR
1 C 132 LEU
1 C 135 ASN
1 C 138 PHE
1 C 148 LEU
1 C 171 GLU
1 C 192 ARG
1 C 197 ARG
1 C 198 ILE
1 C 200 TYR
1 C 217 VAL
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Mol | Chain | Res | Type
1 C 220 ARG
1 C 221 GLU
1 C 226 GLU
1 C 232 GLN
1 C 233 ARG
1 C 243 ARG
1 C 251 LEU
1 C 261 PHE
1 C 268 CYS
1 C 269 LEU
1 C 278 ILE
1 C 280 ARG
1 C 292 PRO
1 C 300 ARG
1 C 311 GLN
1 C 313 ILE
1 C 328 ARG
1 C 336 MET
1 C 341 GLN
1 C 353 LEU
1 C 362 VAL
1 C 370 LEU
1 C 397 PRO
1 C 412 PRO
1 C 414 ARG
1 C 420 VAL
1 C 421 ARG
1 C 424 ASP
1 C 438 ILE
1 C 440 TRP
1 C 443 THR
1 C 445 GLU
1 C 446 GLU
1 C 449 GLN
1 C 452 LEU
1 C 455 LEU
1 C 469 PHE
1 C 471 ARG
1 C 472 ARG
1 C 486 THR
1 C 493 GLN
1 C 495 ASP

Continued on next page...
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Mol | Chain | Res | Type
1 C 498 PRO
1 C 505 PRO
1 C 525 ARG
1 C 526 ASP
1 C 531 ASP
1 C 540 ASN
1 C 547 LEU
1 C 549 ARG
1 C 554 MET
1 C 562 ARG
1 C 564 VAL
1 C 571 PRO
1 C 586 SER
1 C 590 LEU
1 C 597 ASP
1 C 598 LEU
1 C 600 SER
1 C 606 THR
1 C 608 ARG
1 C 612 LEU
1 C 616 ARG
1 C 618 LEU
1 C 620 LEU
1 C 621 GLU
2 D 41 GLU
2 D 65 GLU
2 D 74 ARG
2 D 78 ARG
2 D 81 LEU
2 D 85 GLU
2 D 89 ARG
2 D 98 LEU
2 D 100 LEU
2 D 136 ASN
2 D 147 PRO
2 D 157 GLN
2 D 178 LEU
2 D 187 ASP
2 D 188 ARG
2 D 189 GLU
2 D 191 PHE
2 D 197 ASN
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Mol | Chain | Res | Type
2 D 211 VAL
2 D 212 VAL
2 D 230 THR
2 D 235 GLU
2 D 236 GLN
2 D 240 PHE
2 D 245 PRO
2 D 247 VAL
2 D 248 LYS
2 D 260 LEU
2 D 270 SER
2 D 281 ASP
2 D 293 ASN
2 D 327 GLN
2 D 334 VAL
2 D 345 ASP
2 D 350 LEU
2 D 351 PHE
2 D 353 THR
2 D 354 THR
2 D 357 CYS
2 D 370 LEU
2 D 373 ASN
2 D 379 GLU
2 D 402 GLN
2 D 434 VAL
2 D 438 THR
2 D 441 ILE
2 D 453 CYS
2 D 472 VAL
2 D 473 MET
2 D 476 GLU
2 D 481 VAL
2 D 484 GLN
2 D 486 LYS
2 D 489 GLN
2 D 505 ILE
2 D 511 GLU
2 D 512 GLN
2 D 519 PRO
2 D 520 TYR
2 D 525 ARG
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Mol | Chain | Res | Type
2 D 534 PRO
1 E 47 ARG
1 E 51 ARG
1 E 59 GLU
1 E 60 ILE
1 E 66 ARG
1 E 78 VAL
1 E 84 ARG
1 E 85 HIS
1 E 87 ARG
1 E 93 ASP
1 E 96 VAL
1 E 105 ASP
1 E 111 ASP
1 E 112 ARG
1 E 123 GLN
1 E 129 TYR
1 E 148 LEU
1 E 169 LEU
1 E 177 LEU
1 E 178 VAL
1 E 182 HIS
1 E 184 GLU
1 E 186 GLN
1 E 189 GLU
1 E 193 ARG
1 E 197 ARG
1 E 198 ILE
1 E 200 TYR
1 E 205 LYS
1 E 216 LYS
1 E 217 VAL
1 E 232 GLN
1 E 233 ARG
1 E 243 ARG
1 E 251 LEU
1 E 261 PHE
1 E 267 HIS
1 E 269 LEU
1 E 278 ILE
1 E 280 ARG
1 E 292 PRO

Continued on next page...



Page 175 Full wwPDB X-ray Structure Validation Report 3U98

Continued from previous page...

Mol | Chain | Res | Type
1 E 300 ARG
1 E 326 ASP
1 E 328 ARG
1 E 335 GLU
1 E 340 LEU
1 E 341 GLN
1 E 345 PRO
1 E 347 THR
1 E 362 VAL
1 E 371 THR
1 E 376 PRO
1 E 378 ASN
1 E 386 LEU
1 E 392 GLU
1 E 406 ARG
1 E 412 PRO
1 E 418 SER
1 E 421 ARG
1 E 440 TRP
1 E 443 THR
1 E 452 LEU
1 E 459 SER
1 E 463 LEU
1 E 467 LEU
1 E 473 ILE
1 E 505 PRO
1 E 510 GLN
1 E 519 SER
1 E 520 GLU
1 E 525 ARG
1 E 526 ASP
1 E 541 ASP
1 E 547 LEU
1 E 549 ARG
1 E 550 GLU
1 E 556 ARG
1 E 560 GLU
1 E 561 ARG
1 E 562 ARG
1 E 568 HIS
1 E 571 PRO
1 E 589 ARG
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Mol | Chain | Res | Type
1 E 591 ASP
1 E 597 ASP
1 E 601 ARG
1 E 606 THR
1 E 612 LEU
1 E 616 ARG
1 E 617 GLN
1 E 618 LEU
1 E 621 GLU
1 E 623 GLU
2 F 28 MET
2 F 33 THR
2 F 34 GLN
2 F 57 ARG
2 F 60 LEU
2 F 65 GLU
2 F 78 ARG
2 F 82 LEU
2 F 84 ARG
2 F 85 GLU
2 F 95 SER
2 F 98 LEU
2 F 112 GLU
2 F 114 VAL
2 F 119 ILE
2 F 120 VAL
2 F 134 VAL
2 F 136 ASN
2 F 139 THR
2 F 149 THR
2 F 161 LEU
2 F 169 TYR
2 F 179 PRO
2 F 180 ARG
2 F 187 ASP
2 F 189 GLU
2 F 191 PHE
2 F 209 ILE
2 F 211 VAL
2 F 212 VAL
2 F 223 VAL
2 F 240 PHE
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Mol | Chain | Res | Type
2 F 255 VAL
2 F 269 VAL
2 F 280 ASP
2 F 281 ASP
2 F 301 GLN
2 F 304 CYS
2 F 305 ARG
2 F 329 TYR
2 F 350 LEU
2 F 353 THR
2 F 354 THR
2 F 362 LEU
2 F 373 ASN
2 F 375 ILE
2 F 377 PHE
2 F 392 CYS
2 F 405 THR
2 F 426 VAL
2 F 427 THR
2 F 435 PRO
2 F 472 VAL
2 F 476 GLU
2 F 491 GLU
2 F 499 VAL
2 F 501 GLU
2 F 519 PRO
2 F 536 GLN
2 F 539 GLU
2 F 545 LEU
2 F 556 THR
1 G 47 ARG
1 G 50 GLN
1 G 59 GLU
1 G 65 MET
1 G 66 ARG
1 G 81 ASP
1 G 83 ASP
1 G 85 HIS
1 G 102 LYS
1 G 105 ASP
1 G 109 ARG
1 G 112 ARG
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Mol | Chain | Res | Type
1 G 118 LEU
1 G 123 GLN
1 G 126 HIS
1 G 132 LEU
1 G 135 ASN
1 G 138 PHE
1 G 140 ARG
1 G 143 GLU
1 G 172 GLU
1 G 182 HIS
1 G 186 GLN
1 G 192 ARG
1 G 197 ARG
1 G 200 TYR
1 G 203 LEU
1 G 216 LYS
1 G 217 VAL
1 G 220 ARG
1 G 226 GLU
1 G 232 GLN
1 G 233 ARG
1 G 247 GLU
1 G 249 TYR
1 G 250 LEU
1 G 251 LEU
1 G 261 PHE
1 G 269 LEU
1 G 276 CYS
1 G 278 ILE
1 G 311 GLN
1 G 328 ARG
1 G 330 GLN
1 G 335 GLU
1 G 336 MET
1 G 338 THR
1 G 339 ARG
1 G 340 LEU
1 G 341 GLN
1 G 346 VAL
1 G 355 LEU
1 G 356 VAL
1 G 378 ASN
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Mol | Chain | Res | Type
1 G 386 LEU
1 G 421 ARG
1 G 424 ASP
1 G 437 LEU
1 G 438 ILE
1 G 440 TRP
1 G 444 ARG
1 G 446 GLU
1 G 452 LEU
1 G 454 MET
1 G 459 SER
1 G 460 VAL
1 G 463 LEU
1 G 471 ARG
1 G 473 ILE
1 G 484 LEU
1 G 485 ASP
1 G 492 HIS
1 G 495 ASP
1 G 505 PRO
1 G 518 GLN
1 G 526 ASP
1 G 539 ARG
1 G 540 ASN
1 G 541 ASP
1 G 547 LEU
1 G 549 ARG
1 G 552 ASP
1 G 554 MET
1 G 556 ARG
1 G 558 ARG
1 G 559 ASP
1 G 562 ARG
1 G 565 ARG
1 G 571 PRO
1 G 596 ASP
1 G 601 ARG
1 G 602 VAL
1 G 612 LEU
1 G 621 GLU
2 H 35 ILE
2 H 38 ARG

Continued on next page...



Page 180

Full wwPDB X-ray Structure Validation Report

3U9S

Continued from previous page...

Mol | Chain | Res | Type
2 H 59 LEU
2 H 78 ARG
2 H 81 LEU
2 H 83 VAL
2 H 85 GLU
2 H 89 ARG
2 H 95 SER
2 H 98 LEU
2 H 112 GLU
2 H 136 ASN
2 H 139 THR
2 H 147 PRO
2 H 161 LEU
2 H 183 GLU
2 H 189 GLU
2 H 191 PHE
2 H 207 PRO
2 H 240 PHE
2 H 247 VAL
2 H 248 LYS
2 H 251 THR
2 H 256 SER
2 H 264 ASP
2 H 270 SER
2 H 280 ASP
2 H 281 ASP
2 H 294 LEU
2 H 297 ARG
2 H 299 GLN
2 H 315 GLU
2 H 327 GLN
2 H 339 VAL
2 H 345 ASP
2 H 350 LEU
2 H 353 THR
2 H 354 THR
2 H 370 LEU
2 H 373 ASN
2 H 376 LEU
2 H 393 GLN
2 H 398 LEU
2 H 403 ASN
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Mol | Chain | Res | Type
2 H 405 THR
2 H 418 ILE
2 H 438 THR
2 H 453 CYS
2 H 472 VAL
2 H 476 GLU
2 H 487 ARG
2 H 491 GLU
2 H 500 GLU
2 H 502 GLU
2 H 505 ILE
2 H 509 ILE
2 H 510 LEU
2 H 519 PRO
2 H 526 LEU
2 H 545 LEU
2 H 554 GLU
2 H 556 THR
2 H 561 PHE
1 I 50 GLN
1 I 59 GLU
1 I 65 MET
1 I 71 LEU
1 I 83 ASP
1 I 85 HIS
1 I 93 ASP
1 I 96 VAL
1 I 105 ASP
1 I 111 ASP
1 I 123 GLN
1 I 129 TYR
1 I 135 ASN
1 I 147 LEU
1 I 148 LEU
1 I 167 LYS
1 I 169 LEU
1 I 178 VAL
1 I 179 PRO
1 I 251 LEU
1 I 255 HIS
1 I 260 VAL
1 I 261 PHE
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Mol | Chain | Res | Type
1 I 269 LEU
1 I 280 ARG
1 I 286 VAL
1 I 300 ARG
1 I 311 GLN
1 I 315 TYR
1 I 325 LEU
1 I 335 GLU
1 I 338 THR
1 I 340 LEU
1 I 341 GLN
1 I 353 LEU
1 I 356 VAL
1 I 362 VAL
1 I 386 LEU
1 I 421 ARG
1 I 4277 SER
1 I 438 ILE
1 I 440 TRP
1 I 443 THR
1 I 444 ARG
1 I 449 GLN
1 I 452 LEU
1 I 459 SER
1 I 463 LEU
1 I 465 THR
1 I 469 PHE
1 I 471 ARG
1 I 473 ILE
1 I 474 LEU
1 I 483 GLU
1 I 504 LEU
1 I 505 PRO
1 I 519 SER
1 I 525 ARG
1 I 526 ASP
1 I 538 SER
1 I 539 ARG
1 I 540 ASN
1 I 541 ASP
1 I 554 MET
1 I 561 ARG
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Mol | Chain | Res | Type
1 I 565 ARG
1 I 571 PRO
1 I 589 ARG
1 I 597 ASP
1 I 598 LEU
1 I 601 ARG
1 I 608 ARG
1 I 612 LEU
1 I 616 ARG
1 I 618 LEU
1 I 620 LEU
1 I 623 GLU
2 J 35 ILE
2 J 59 LEU
2 J 62 ARG
2 J 64 HIS
2 J 81 LEU
2 J 85 GLU
2 J 98 LEU
2 J 136 ASN
2 J 149 THR
2 J 161 LEU
2 J 183 GLU
2 J 187 ASP
2 J 189 GLU
2 J 209 ILE
2 J 211 VAL
2 J 217 THR
2 J 223 VAL
2 J 235 GLU
2 J 236 GLN
2 J 240 PHE
2 J 281 ASP
2 J 289 ARG
2 J 297 ARG
2 J 304 CYS
2 J 311 LEU
2 J 327 GLN
2 J 329 TYR
2 J 331 VAL
2 J 337 ARG
2 J 339 VAL
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Mol | Chain | Res | Type
2 J 350 LEU
2 J 353 THR
2 J 354 THR
2 J 370 LEU
2 J 373 ASN
2 J 377 PHE
2 J 379 GLU
2 J 405 THR
2 J 414 GLU
2 J 418 ILE
2 J 426 VAL
2 J 453 CYS
2 J 464 MET
2 J 469 ARG
2 J 476 GLU
2 J 487 ARG
2 J 538 ARG
1 K 47 ARG
1 K 52 LEU
1 K 59 GLU
1 K 66 ARG
1 K 71 LEU
1 K 85 HIS
1 K 96 VAL
1 K 109 ARG
1 K 118 LEU
1 K 123 GLN
1 K 129 TYR
1 K 137 ASP
1 K 140 ARG
1 K 144 GLU
1 K 148 LEU
1 K 150 LEU
1 K 251 LEU
1 K 261 PHE
1 K 263 ASP
1 K 264 ARG
1 K 269 LEU
1 K 273 GLU
1 K 278 ILE
1 K 280 ARG
1 K 282 HIS
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Mol | Chain | Res | Type
1 K 286 VAL
1 K 288 GLU
1 K 292 PRO
1 K 294 LEU
1 K 308 ARG
1 K 311 GLN
1 K 322 GLU
1 K 336 MET
1 K 339 ARG
1 K 347 THR
1 K 356 VAL
1 K 358 TRP
1 K 359 GLN
1 K 360 ILE
1 K 386 LEU
1 K 392 GLU
1 K 401 ARG
1 K 412 PRO
1 K 414 ARG
1 K 421 ARG
1 K 424 ASP
1 K 429 PHE
1 K 438 ILE
1 K 443 THR
1 K 445 GLU
1 K 446 GLU
1 K 452 LEU
1 K 460 VAL
1 K 463 LEU
1 K 469 PHE
1 K 471 ARG
1 K 473 ILE
1 K 479 PHE
1 K 504 LEU
1 K 505 PRO
1 K 507 HIS
1 K 510 GLN
1 K 518 GLN
1 K 526 ASP
1 K 540 ASN
1 K 547 LEU
1 K 552 ASP
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Mol | Chain | Res | Type
1 K 565 ARG
1 K 566 LEU
1 K 588 TYR
1 K 591 ASP
1 K 597 ASP
1 K 600 SER
1 K 605 VAL
1 K 606 THR
1 K 612 LEU
1 K 618 LEU
1 K 620 LEU
1 K 625 GLU
1 K 627 LEU
1 K 630 GLU
2 L 28 MET
2 L 31 LEU
2 L 38 ARG
2 L 60 LEU
2 L 62 ARG
2 L 65 GLU
2 L 78 ARG
2 L 82 LEU
2 L 84 ARG
2 L 85 GLU
2 L 95 SER
2 L 98 LEU
2 L 99 GLU
2 L 100 LEU
2 L 114 VAL
2 L 119 ILE
2 L 136 ASN
2 L 161 LEU
2 L 169 TYR
2 L 187 ASP
2 L 188 ARG
2 L 189 GLU
2 L 191 PHE
2 L 202 SER
2 L 206 ILE
2 L 208 GLN
2 L 212 VAL
2 L 217 THR
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Mol | Chain | Res | Type
2 L 234 ARG
2 L 240 PHE
2 L 269 VAL
2 L 279 ASP
2 L 280 ASP
2 L 297 ARG
2 L 302 LEU
2 L 304 CYS
2 L 305 ARG
2 L 315 GLU
2 L 327 GLN
2 L 329 TYR
2 L 350 LEU
2 L 353 THR
2 L 354 THR
2 L 373 ASN
2 L 377 PHE
2 L 392 CYS
2 L 403 ASN
2 L 405 THR
2 L 412 LYS
2 L 426 VAL
2 L 455 ARG
2 L 470 ILE
2 L 472 VAL
2 L 476 GLU
2 L 499 VAL
2 L 520 TYR
2 L 532 ILE
2 L 538 ARG
2 L 541 LEU
2 L 560 VAL

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (176) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 50 GLN
1 A 79 HIS
1 A 186 GLN
1 A 232 GLN
1 A 272 ASN
1 A 279 GLN
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Mol | Chain | Res | Type
1 A 372 GLN
1 A 493 GLN
1 A 501 GLN
1 A 540 ASN
1 A 666 GLN
2 B 36 ASN
2 B 54 ASN
2 B 64 HIS
2 B 72 GLN
2 B 75 HIS
2 B 106 HIS
2 B 157 GLN
2 B 197 ASN
2 B 198 GLN
2 B 208 GLN
2 B 236 GLN
2 B 266 HIS
2 B 303 GLN
2 B 363 HIS
2 B 373 ASN
2 B 382 GLN
2 B 386 HIS
2 B 393 GLN
2 B 402 GLN
2 B 403 ASN
2 B 411 GLN
2 B 449 ASN
2 B 467 ASN
2 B 496 GLN
2 B 512 GLN
1 C 79 HIS
1 C 123 GLN
1 C 186 GLN
1 C 232 GLN
1 C 279 GLN
1 C 311 GLN
1 C 337 ASN
1 C 372 GLN
1 C 378 ASN
1 C 492 HIS
1 C 501 GLN
1 C 617 GLN
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Mol | Chain | Res | Type
2 D 54 ASN
2 D 88 ASN
2 D 236 GLN
2 D 293 ASN
2 D 303 GLN
2 D 373 ASN
2 D 386 HIS
2 D 393 GLN
2 D 402 GLN
2 D 403 ASN
2 D 467 ASN
2 D 484 GLN
2 D 512 GLN
2 D 536 GLN
1 E 88 HIS
1 E 186 GLN
1 E 265 HIS
1 E 279 GLN
1 E 283 GLN
1 E 372 GLN
1 E 380 HIS
1 E 501 GLN
1 E 568 HIS
1 E 617 GLN
2 F 36 ASN
2 F 72 GLN
2 F 75 HIS
2 F 88 ASN
2 F 177 ASN
2 F 200 ASN
2 F 208 GLN
2 F 236 GLN
2 F 275 HIS
2 F 293 ASN
2 F 301 GLN
2 F 361 HIS
2 F 363 HIS
2 F 373 ASN
2 F 386 HIS
2 F 402 GLN
2 F 421 HIS
2 F 467 ASN
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Mol | Chain | Res | Type
2 F 484 GLN
2 F 489 GLN
2 F 536 GLN
1 G 50 GLN
1 G 186 GLN
1 G 232 GLN
1 G 279 GLN
1 G 283 GLN
1 G 372 GLN
1 G 501 GLN
1 G 510 GLN
1 G 534 HIS
1 G 540 ASN
2 H 36 ASN
2 H 72 GLN
2 H 75 HIS
2 H 157 GLN
2 H 197 ASN
2 H 200 ASN
2 H 236 GLN
2 H 275 HIS
2 H 303 GLN
2 H 363 HIS
2 H 373 ASN
2 H 382 GLN
2 H 386 HIS
2 H 393 GLN
2 H 402 GLN
2 H 403 ASN
2 H 449 ASN
2 H 467 ASN
2 H 489 GLN
2 H 512 GLN
2 H 516 GLN
2 H 536 GLN
1 I 79 HIS
1 I 88 HIS
1 I 279 GLN
1 I 311 GLN
1 I 372 GLN
1 I 492 HIS
1 I 501 GLN
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Mol | Chain | Res | Type
1 I 540 ASN
2 J 36 ASN
2 J 72 GLN
2 J 75 HIS
2 J 157 GLN
2 J 177 ASN
2 J 198 GLN
2 J 208 GLN
2 J 303 GLN
2 J 363 HIS
2 J 373 ASN
2 J 382 GLN
2 J 386 HIS
2 J 393 GLN
2 J 402 GLN
2 J 403 ASN
2 J 449 ASN
2 J 467 ASN
2 J 484 GLN
2 J 489 GLN
1 K 79 HIS
1 K 255 HIS
1 K 267 HIS
1 K 279 GLN
1 K 311 GLN
1 K 372 GLN
1 K 501 GLN
2 L 45 ASN
2 L 88 ASN
2 L 106 HIS
2 L 157 GLN
2 L 197 ASN
2 L 198 GLN
2 L 208 GLN
2 L 275 HIS
2 L 303 GLN
2 L 373 ASN
2 L 382 GLN
2 L 386 HIS
2 L 393 GLN
2 L 402 GLN
2 L 403 ASN
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Mol | Chain | Res | Type
2 L 449 ASN
2 L 467 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

8 ligands are modelled in this entry.

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

Mol | Type | Chain | Res | Link Count?onlgl\/llg;gt:jﬂ > 2 CountsBOIPl:;/[ESHZIgle#ZZ] > 2
3 | BIT | A | 801 | 1 |161616]| 1.66 | 1(6%) | 212121 | 2.73 | 8 (38%)
4 | COA | H | 591 | - 415050 | 083 | 1(2%) |52,75,75 | 1.07 | 2 (3%)
4 | COA | 7 591 | - [41,5050 | 0.83 | 1(2%) |52,75,75 | 1.14 | 3 (5%)
4 COA L 591 - 41,50,50 | 0.82 0 52,75,75 | 1.22 4 (7%)
4 COA B 591 - 41,50,50 | 0.83 0 52,75,75 | 1.09 3 (5%)
4 COA D 591 - 41,50,50 | 0.83 0 52,75,75 | 1.12 4 (7%)
4 | COA | F | 591 | - |415050 | 083 | 1(2%) | 52,7575 | 1.21 | 3 (5%)
3 | BTI | 1 |801| 1 |1616,16| 1.67 | 1(6%) | 21,2121 | 2.67 | 8 (38%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
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centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
3 BTI A 801 1 - 5/5/27/27 0/2/2/2
4 [coA | H |01 - - 13/44/64/64 | 0/3/3/3
4 COA J 991 - - 14/44/64/64 | 0/3/3/3
4 [ CoA| L |01 - - 15/44/64/64 | 0/3/3/3
4 COA B 591 - - 12/44/64/64 | 0/3/3/3
4 | COA| D |01 - ] 12/44/64/64 | 0/3/3/3
4 COA F 591 - - 13/44/64/64 | 0/3/3/3
3 | BTI T | 801 | 1 ] 5/5/27/27 | 0/2/2/2

All (5) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 I 801 | BTI 03-C3 6.23 1.36 1.23
3 A 801 | BTI 03-C3 6.19 1.36 1.23
4 F 591 | COA | O4B-C1B | 2.06 1.43 1.41
4 J 591 | COA | O4B-C1B | 2.05 1.43 1.41
4 H 591 | COA | O4B-C1B | 2.02 1.43 1.41

All (35) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
3 A 801 | BTI C4-N2-C3 -6.72 106.36 112.62
3 I 801 | BTI C4-N2-C3 -5.80 107.22 112.62
3 I 801 | BTI N2-C3-N3 4.87 113.33 108.76
4 D 591 | COA | N3A-C2A-N1A | -4.68 121.36 128.68
4 L 591 | COA | P2A-O3A-P1A | -4.55 117.23 132.83
4 J 591 | COA | N3A-C2A-N1A | -4.54 121.58 128.68
4 L 591 | COA | N3A-C2A-N1A | -4.51 121.62 128.68
4 B 591 | COA | N3A-C2A-N1A | -4.47 121.69 128.68
3 A 801 | BTI C6-S1-C2 4.44 99.01 89.89
4 F 591 | COA | N3A-C2A-N1A | -4.42 121.77 128.68
3 A 801 | BTI N2-C3-N3 4.40 112.89 108.76
3 I 801 | BTI C6-S1-C2 4.35 98.82 89.89
4 F 591 | COA | P2A-O3A-P1A | -4.30 118.07 132.83
4 H 591 | COA | N3A-C2A-N1A | -4.28 121.99 128.68
3 A 801 | BTI C6-C5-N3 -4.21 107.68 113.03
3 I 801 | BTI C6-Ch-N3 -4.17 107.73 113.03
3 A 801 | BTI C5-C6-51 -3.91 102.96 106.31
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
3 I 801 | BTI C5-C6-51 -3.65 103.18 106.31
4 J 591 | COA | P2A-O3A-P1A | -3.52 120.73 132.83
4 H 591 | COA | P2A-O3A-P1A | -3.32 121.42 132.83
3 I 801 | BTI C5-N3-C3 -3.28 108.18 112.46
3 A 801 | BTI C5-N3-C3 -3.18 108.31 112.46
4 D 591 | COA | P2A-O3A-P1A | -3.01 122.50 132.83
3 I 801 | BTI C6-C5-C4 2.85 111.14 108.66
4 B 591 | COA | P2A-O3A-P1A | -2.65 123.73 132.83
3 A 801 | BTI C2-C4-C5h 2.48 111.82 108.94
4 B 591 | COA | O4B-C1B-C2B | -2.40 103.41 106.93
3 I 801 | BTI C2-C4-Ch 2.30 111.61 108.94
4 D 591 | COA | O4B-C1B-C2B | -2.29 103.58 106.93
3 A 801 | BTI C6-C5-C4 2.21 110.58 108.66
4 L 591 | COA | C4A-C5A-NT7A | -2.11 107.20 109.40
4 D 591 | COA | C4A-C5A-N7A | -2.07 107.24 109.40
4 L 591 | COA | O4B-C1B-C2B | -2.06 103.91 106.93
4 J 591 | COA | O4B-C1B-C2B | -2.05 103.94 106.93
4 F 591 | COA | O4B-C1B-C2B | -2.04 103.95 106.93

There are no chirality outliers.

All (89) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
3 A 801 | BTI C11-C10-C9-C8
3 A 801 | BTI S51-C2-C7-C8
3 A 801 | BTI C4-C2-C7-C8
4 H 591 | COA | 04B-C4B-C5B-0O5B
4 H 591 | COA | C5B-O5B-P1A-O2A
4 H 591 | COA | CCP-O6A-P2A-O3A
4 H 591 | COA | CCP-O6A-P2A-O4A
4 H 591 | COA | CCP-O6A-P2A-O5A
4 H 591 | COA | CDP-CBP-CCP-O6A
4 H 591 | COA | CEP-CBP-CCP-O6A
4 H 591 | COA | CAP-CBP-CCP-O6A
4 H 591 | COA | S1P-C2P-C3P-N4P
4 J 591 | COA | O4B-C4B-C5B-0O5B
4 J 591 | COA | C5B-O5B-P1A-O2A
4 J 591 | COA | CCP-O6A-P2A-O3A
4 J 591 | COA | CCP-O6A-P2A-O4A
4 J 591 | COA | CCP-O6A-P2A-O5A
4 J 591 | COA | CDP-CBP-CCP-O6A
4 J 591 | COA | CEP-CBP-CCP-O6A

Continued on next page...
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Mol | Chain | Res | Type Atoms
4 J 591 | COA | CAP-CBP-CCP-O6A
4 J 591 | COA | S1P-C2P-C3P-N4P
4 L 591 | COA | 04B-C4B-C5B-0O5B
4 L 591 | COA | C5B-O5B-P1A-O2A
4 L 591 | COA | CCP-O6A-P2A-O3A
4 L 591 | COA | CCP-O6A-P2A-O4A
4 L 591 | COA | CCP-O6A-P2A-O5A
4 L 591 | COA | CDP-CBP-CCP-O6A
4 L 591 | COA | CAP-CBP-CCP-O6A
4 L 591 | COA | S1P-C2P-C3P-N4P
4 B 591 | COA | 04B-C4B-C5B-05B
4 B 591 | COA | C5B-O5B-P1A-O2A
4 B 591 | COA | CCP-O6A-P2A-O3A
4 B 591 | COA | CCP-O6A-P2A-0O4A
4 B 591 | COA | CCP-O6A-P2A-O5A
4 B 591 | COA | CDP-CBP-CCP-O6A
4 B 591 | COA | CEP-CBP-CCP-O6A
4 B 591 | COA | CAP-CBP-CCP-O6A
4 B 591 | COA | S1P-C2P-C3P-N4P
4 D 591 | COA | O4B-C4B-C5B-05B
4 D 591 | COA | C5B-O5B-P1A-O1A
4 D 591 | COA | C5B-O5B-P1A-O2A
4 D 591 | COA | CCP-O6A-P2A-O3A
4 D 591 | COA | CCP-O6A-P2A-O4A
4 D 591 | COA | CCP-O6A-P2A-O5A
4 D 591 | COA | CDP-CBP-CCP-O6A
4 D 591 | COA | CEP-CBP-CCP-O6A
4 D 591 | COA | CAP-CBP-CCP-O6A
4 D 591 | COA | S1P-C2P-C3P-N4P
4 F 591 | COA | 04B-C4B-C5B-05B
4 F 591 | COA | C5B-O5B-P1A-O2A
4 F 591 | COA | CCP-O6A-P2A-O3A
4 F 591 | COA | CCP-O6A-P2A-O4A
4 F 591 | COA | CCP-O6A-P2A-O5A
4 F 591 | COA | CDP-CBP-CCP-O6A
4 F 591 | COA | CEP-CBP-CCP-O6A
4 F 591 | COA | CAP-CBP-CCP-O6A
4 F 591 | COA | S1P-C2P-C3P-N4P
3 I 801 | BTI C11-C10-C9-C8
3 I 801 | BTI S51-C2-C7-C8
3 I 801 | BTI C4-C2-C7-C8
4 H 591 | COA | C3B-C4B-C5B-O5B
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Mol | Chain | Res | Type Atoms

4 J 591 | COA | C3B-C4B-C5B-05B
4 L 591 | COA | C3B-C4B-C5B-O5B
4 B 591 | COA | C3B-C4B-C5B-O5B
4 D 591 | COA | C3B-C4B-C5B-O5B
4 F 591 | COA | C3B-C4B-C5B-0O5B
4 L 591 | COA | CEP-CBP-CCP-O6A
3 A 801 | BTI C2-C7-C8-C9

3 I 801 | BTI C2-C7-C8-C9

3 I 801 | BTI C7-C8-C9-C10

4 L 591 | COA | O5P-C5P-N4P-C3P
4 H 591 | COA | C5HB-O5B-P1A-O3A
4 J 591 | COA | C5B-O5B-P1A-O3A
4 L 591 | COA | C5B-O5B-P1A-O3A
4 B 591 | COA | C5B-O5B-P1A-O3A
4 D 591 | COA | C5B-O5B-P1A-O3A
4 F 591 | COA | C5B-O5B-P1A-O3A
4 H 591 | COA | C5B-O5B-P1A-O1A
4 J 591 | COA | C5B-O5B-P1A-O1A
4 L 591 | COA | C5B-O5B-P1A-O1A
4 B 591 | COA | C5B-O5B-P1A-O1A
4 F 591 | COA | C5B-O5B-P1A-O1A
3 A 801 | BTI C7-C8-C9-C10

4 J 591 | COA | C2P-C3P-N4P-ChP
4 L 591 | COA | C6P-C5P-N4P-C3P
4 J 591 | COA | CHP-C6P-C7P-N8P
4 L 591 | COA | C5P-C6P-C7P-N8P
4 F 591 | COA | C5P-C6P-CTP-N8P
4 H 591 | COA | O9P-CIP-CAP-OAP

There are no ring outliers.

8 monomers are involved in 29 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 A 801 | BTI 3 0
4 H 591 | COA 6 0
4 J 591 | COA 4 0
4 L 591 | COA 2 0
4 B 591 | COA 4 0
4 D 591 | COA 3 0
4 F 591 | COA 3 0
3 I 801 | BTI 4 0
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The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand COA L 591
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Ligand COA D 591

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A 621,/655 (94%) 0.12 34 (5%) 25 22 | 71,115, 170, 200 0
1 C 552/655 (84%) -0.03 8 (1%) 175 69 |69, 113, 154, 187 0
1 E 552/655 (84%) -0.05 3(0%) 191fi8s) | 71, 113, 154, 189 0
1 G 552/655 (84%) -0.04 4 (0%) | 871183} | 76, 112, 155, 187 0
1 I 498/655 (76%) -0.02 5 (1%) |82 77 | 73, 113, 146, 193 0
1 K 497/655 (75%) 0.05 8 (1%) 72 66 | 65,115, 146, 187 0
2 B 537/555 (96%) -0.39 0 60, 87, 140, 169 0
2 D 537/555 (96%) -0.33 ( 58, 89, 143, 171 0
2 F 537/555 (96%) -0.36 ( 58, 88, 142, 167 0
2 H 537/555 (96%) -0.35 0 59, 88, 138, 169 0
2 J 537/555 (96%) -0.21 ( 55, 88, 142, 168 0
2 L 537/555 (96%) -0.29 ( 57, 88, 139, 167 0

All All | 6494/7260 (89%) -0.16 78 (1%) ' 791 73 | 55,103, 153, 200 0

All (78) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 A 647 | GLY 6.4
1 A 648 | GLY 5.0
1 C 391 | PRO 4.5
1 A 715 | ASP 4.4
2 L 497 | LEU 4.2
1 A 694 | VAL 4.0
1 A 712 | VAL 3.8
2 J 497 | LEU 3.5
1 K 180 | GLY 3.3
1 A 699 | CYS 3.2
2 D 497 | LEU 3.1

Continued on next page...
grbDe



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
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Continued from previous page...

Mol | Chain | Res | Type | RSRZ
1 C 244 | MET 3.0
1 A 697 | LEU 3.0
1 A 392 | GLU 3.0
1 A 677 | LEU 3.0
2 L 495 | GLN 3.0
1 A 711 | LEU 2.9
1 A 703 | GLU 2.8
2 J 496 | GLN 2.8
1 I 394 | ASP 2.8
2 J 486 | LYS 2.8
1 A 705 | VAL 2.8
1 A 714 | LEU 2.8
1 A 696 | ALA 2.8
1 G 183 | GLY 2.7
1 A 669 | GLU 2.7
1 K 521 | PRO 2.7
1 A 188 | LEU 2.6
1 A 670 | ALA 2.6
2 F 497 | LEU 2.6
1 G 561 | ARG 2.6
1 E 394 | ASP 2.5
1 K 484 | LEU 2.5
1 A 668 | VAL 2.5
1 A 693 | VAL 2.5
1 A 649 | LEU 2.5
1 A 674 | LEU 2.5
2 J 505 | ILE 2.5
1 C 633 | ASP 2.5
1 K 555 | LEU 24
1 A 657 | ILE 24
1 K 488 | PHE 24
1 A 691 | ALA 2.4
1 A 690 | HIS 2.4
1 A 692 | GLY 2.4
1 G 391 | PRO 2.3
2 L 483 | ALA 2.3
1 A 651 | ALA 2.3
1 I 391 | PRO 2.3
1 A 557 | CYS 2.3
1 A 650 | SER 2.3
1 C 205 | LYS 2.3
1 I 250 | LEU 2.2

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | RSRZ
204 | LEU 2.2
434 | LEU 2.2
228 | LEU 2.2
183 | GLY 2.2
188 | LEU 2.2
503 | ALA 2.2
667 | THR 2.2
675 | VAL 2.2
482 | LEU 2.2
244 | MET 2.2
499 | VAL 2.2
689 | PRO 2.2
706 | GLU 2.2
630 | GLU 2.1
250 | LEU 2.1
47 | ARG 2.1
246 | VAL 2.1
486 | LYS 2.1
555 | LEU 2.0
397 | PRO 2.0
496 | GLN 2.0
553 | LEU 2.0
392 | GLU 2.0
501 | GLU 2.0
500 | GLU 2.0

|| QE| O Q —| | QR & | & | &= | T | <] =] | < Q| = R QO
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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 carbohydrates in this entry.

6.4 Ligands (i)

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


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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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
3 BTI A 801 | 15/15 0.84 0.50 | 140,152,154,155 0
3 | BTI T | 80L | 15/15 | 0.84 | 043 | 142,152,155,158 | O
4 COA D 591 | 48/48 0.88 0.28 | 102,129,142,145 0
4 COA F 591 | 48/48 0.89 0.28 | 97,124,134,135 0
4 COA B 591 | 48/48 0.89 0.24 | 103,129,139,142 0
4 COA J 591 | 48/48 0.91 0.21 | 101,127,136,137 0
4 COA L 591 | 48/48 0.91 0.29 | 98,125,132,135 0
4 COA H 591 | 48/48 0.93 0.22 | 102,128,137,139 0

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

2mF,-DF, (at 0.7 rmsd) in gray

and green (positive)

Electron density around COA D 591:

mF,-DF, (at 3 rmsd) in purple (negative)
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Electron density around COA F 591:

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

Electron density around COA B 591:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around COA J 591:

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

Electron density around COA L 591:

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




Page 206 Full wwPDB X-ray Structure Validation Report 3U98

Electron density around COA H 591:

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

6.5 Other polymers (i)

There are no such residues in this entry.


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