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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)
Xtriage (Phenix) : 1.9-1692
EDS : 1rb-20026688
Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 2.70 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in

the following graphic. The table shows the number of entries on which the scores are based.
Metric Percentile Ranks Value

Clashscore 0 I 03

Ramachandran outliers NN N 1.3%
Sidechain outliers NG I 5.1%
RSRZ outliers NN I 1.3%
Worse Better
0 Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 102246 2422 (2.70-2.70)
Ramachandran outliers 100387 2382 (2.70-2.70)
Sidechain outliers 100360 2382 (2.70-2.70)
RSRZ outliers 91569 2107 (2.70—2.70)

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

Mol | Chain | Length Quality of chain

1 A 250 64% 33%
O/O

1 O 250 62% 35%
0/0

2 B 244 52% 43% 6%
%

2 P 244 52% 42% 6%
%

3 C 241 55% 1%

3 Q 241 56% 40%
3%

4 D 242 63% 34%

Continued on nect page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
4 R 242 = 64% 32% o
5 E 233 61% 34% o
5 S 233 = 60% 36% -
6 F 244 58% 38% o
6 T 244 56% 39% o
7 G 243 = 62% 35% .
7 U 243 = 60% 37% .
8 H 222 : 64% 34% .
8 \Y% 222 64% 34% .
9 I 204 61% 37% B
9 W 204 58% 40% N
10 J 198 2 52% 45% o
10 X 198 = 54% 43% o
11 K 212 = 62% 35% .
11 Y 212 : 59% 37% ~
12 L 222 : 60% 35% o
12 Z 222 : 61% 34% 5%
13 1 233 63% 35% .
13 M 233 63% 34% .
14 2 196 66% 31% .
14 N 196 62% 35% o

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
15 SY?2 H 7710 - - - X
15 SY?2 \% 7710 - - - X
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2  Entry composition (i)

There are 16 unique types of molecules in this entry. The entry contains 51023 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 Proteasome component Y7.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 250 Tgtla; 12019 31115 3(;7 LSL 0 0 0
1 0 250 Tgtla; 12019 31115 3(;7 LSL 0 0 0
e Molecule 2 is a protein called Proteasome component Y13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 244 ngz] 12%1 31§1 320 g 0 0 0
2 P 244 nga; 12001 3211 320 2 0 0 0
e Molecule 3 is a protein called Proteasome component PREG.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 ¢ 241 1112;3{1 11(:31 31?\)Il 3(;5 i 0 0 0
3 Q 241 1112;3{1 11(;31 31?\)Il 3(?5 i 0 0 0
e Molecule 4 is a protein called Proteasome component PUP2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 D 242 112 gl 1 1(252 31?4 3(?9 g 0 0 0
4 R 242 112 2321 1 1(252 3?4 3(?9 g 0 0 0

e Molecule 5 is a protein called Proteasome component PRE5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g 2 233 1795 1129 312 350 4 0 0 0
Total C N O S
g S 233 1795 1129 312 350 4 0 0 0
e Molecule 6 is a protein called Proteasome component C1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 F 244 1897 1205 330 358 4 0 0 0
Total C N O S
6 T 244 1897 1205 330 358 4 0 0 0
e Molecule 7 is a protein called Proteasome component C7-alpha.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 G 243 1921 1221 322 370 8 0 0 0
Total C N O S
7 U 243 1921 1221 322 370 8 0 0 0
e Molecule 8 is a protein called Proteasome component PUP1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 H 222 1685 1061 293 324 7 0 0 0
Total C N O S
8 v 222 1685 1061 293 324 7 0 0 0
e Molecule 9 is a protein called Proteasome component PUP3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) I 204 1581 1010 258 305 8 0 0 0
Total C N O S
) w 204 1581 1010 258 305 8 0 0 0
e Molecule 10 is a protein called Proteasome component C11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 J 198 1585 1005 269 305 6 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 X 198 Tg;a; 1(%5 2129 3%)5 2 0 y 0
e Molecule 11 is a protein called Proteasome component PRE2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 K 212 ?2211 10(315 215\510 3(1)2 5 0 0 0
1 Y 212 ?2211 10(315 215\5]() 3?2 5 0 0 0

e Molecule 12 is a protein called Proteasome component C5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 L 222 111(;?;1 11(15 31(\)13 3(;5 i 0 0 0
12 z 222 1;‘;23;1 11%5 31(\)IB 3(??5 i 0 0 0

e Molecule 13 is a protein called Proteasome component PREA4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 M 233 112;11 11054 31212 321 g 0 0 0
13 ! 233 112;&;11 11054 31212 3(5?1 g 0 0 0

e Molecule 14 is a protein called Proteasome component PRE3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 N 196 Tgtla; 9?5 215\)10 3%)0 2 0 0 0
14 2 196 r{gtlzl 9?5 215\)10 3(80 g 0 0 0

o Molecule 15 is N-{[(1S)-2-METHYL-1-{[(5S,85)-5-(1-METHYLETHYL)-2,7-DIOXO-1,6-D
TAZACYCLODODEC-3-EN-8-YL|CARBAMOYL}PROPYL|JCARBAMOYL}-L-VALINE
(three-letter code: SY2) (formula: CoyHy3N5Og).
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4
O_I?I—|
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C N O

15 H 1 35 24 5 6 0 0
Total C N O

15 K 1 35 24 5 6 0 0
Total C N O

15 A% 1 35 o 5 6 0 0
Total C N O

15 Y 1 35 24 5 6 0 0

e Molecule 16 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

16 A 58 58 53 0 0
Total O

16 B 39 29 29 0 0
Total O

16 C 44 A4 A4 0 0
Total O

16 D 42 49 49 0 0
Total O

16 E 24 94 94 0 0
Total O

16 F 49 49 49 0 0
Total O

16 G 61 61 61 0 0
Total O

16 H 48 48 48 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
16 I 65 Tgt;‘l (?5 0 0
6 | J 49 ngal g) 0 0
16 K 43 TZ?I fg 0 0
16 L 58 Tg;al ;; 0 0
16 | M 70 T%al ?0 0 0
16 N 55 ngal 505 0 0
16 0 33 ngal % 0 0
16 P 30 ngal g) 0 0
16 Q 27 ngal 207 0 0
16 R 30 ngal g) 0 0
16 S 23 ngal 2% 0 0
16 T 42 th;‘l f2 0 0
16 U 60 ngal 6% 0 0
16 % 43 ngal 2)) 0 0
16 | W 62 T‘ét;‘l 6?2 0 0
16 X 45 ngal 4% 0 0
16 % 50 ngal E% 0 0
16 y/ 52 Tgt;‘l Ef; 0 0
16 1 71 T‘;tlal 701 0 0
16 2 62 T‘ét;‘l (?2 0 0
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33%

64%

3

Full wwPDB X-ray Structure Validation Report

20/ il

Chain A: =

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.

3 Residue-property plots (i)

e Molecule 1: Proteasome component Y7

Page 9

€9L
[ 42k

84T

§6s

9%A

8€T

(458
TEA

62L

Ley

8TTY

9TTA

® 9gT1

€€T1
(444}

8zcH

STTL

£geH

144

812H

I12h

e Molecule 1: Proteasome component Y7

D11
(At
T1cH
0721

9024

35%

62%

%o

Chain O: i

8810a
L8712
9811
811

08TH

LLTE

SL14

{434

8cca

STTL

£2TH

12Td

812H

I1CA

D1C1

21Tl

T1cE

0121

90cd

cocA

L6T1

06TI

6%

43%

52%

0/ o

e Molecule 2: Proteasome component Y13
Chain B: T

8T
6LV
8LA
LLY

LI

I
&~
a

0.1
691

99
997

veSS
£9L

790

€LTD

S9TA
%918
€911

T9TH
09TH

LSTR

L

€G1d
[4:43))

6%TA

L¥TD
A9
SY1D

15429
9ETd
SETS
YETA
€ETH
0ETYH

LT1H
9CTH

YTIL

TTTH

0TTH

4%

CIT1

LOTI

T0TH

664

L6b

681

L8I

S8y

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

Full wwPDB X-ray Structure Validation Report 3GPJ

Page 10

0gTH
62C1
8zcd

9ged
STy

(444
1220

ATTA

ared

a1ed

® VT

91y
424

cicd
60cYH
80za
LOTK

%0TS

2oL

L6T1

Ll

88T10d

98TA

Proteasome component Y13

¥8TN
€810

1811
08TX

8LTW

9L11T

e Molecule 2

PLIL

2%

III‘ II‘n
© ©
=] =]

6%
b
=

TLa

0L1
693%

42%
-

99)
S93

VeSS
€9L

190

661

€ay
f4ct ]

677

PAZN
9%I

0%I

52%

(=)
N
~

Chain P

8LIH

9LT1

YLIL
89TN
SOTA

¥91S
€971

TOTH
09TH

LGTR

1

€97d

431

(4391

LOTI

TOTH

664

L60

6ETL
8€TI

geeH
veTA
€€T1
[434)
1€2a
ogey
6221

ceen

cocL

L6TT

E6TV

L

88Td

98TA

78TH
£81d

e Molecule 3

8TY
08TX

Proteasome component PRE6

41%

55%

20/0
n

Chain C

S0Ta

T0TT

€9L
) [4°28

® SSL

€8y

193

TLIA

89TN

79TL

otV
1918
09TH
6STS

LSTR
98TI

18TL

+

9%1d

£€%1d

914

6ETV
8ETI

9ETL
SETS

CETA

Proteasome component PRE6

0ETYH
62TA

€CTR
{441}

+

9TTA

CI11

LOTA
90Td

gzes
i444

[1443
0ogea

L12d
91Ty
STTA
454

(4198

012l

® €02l

e Molecule 3

TOTA
00TA

L6711
9618
S6TYH
v6TA

06TA

40%

56%

5%

Chain Q

LOTA
907d
S0Ta

TOTT

@
o)
o

160

163

[
@
=1

[
181

£8Y

941
SLA

TLQ

3

S98

9L
veoI

8872
L8172
98TA
S8TL
81V
€81d
281d

LL1E
j2A%S
€LTH
TLIA
891TN

P9TL

29TV
1918
09TH
6G1S

LSTR
9811

TSTL

671X

9%1d

€%1d

T4

6ETY
8ETI

9ETL

YETA

CTETA

Proteasome component PUP2

0ETYH
6CTA

et 411}

e Molecule 4

€CTX

[491S

9TTA

2111

80TL

8zcd
Lged

§ges
¥ce1

j14an
ogeca

L12d
91Ty
STTA
414
[4243

e 012l

® €0zl

102A
0ozA

® L6711
9618
S6TY
¥6TA

06TA

34%

63%

3%
m

Chain D

TOTT

L6A

£64

681

<S8y

18T

bLI

041

RLDWIDE

SPDB

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3GPJ

Page 11

1611

88TH

S8TL

asts

08TH

S.1d

3

691S

S9TI

€9TY
(4214 )
TOTN
09Tk

LSTd

8YT11

A9
0%1d
SETV

PETA
E€€TH

1€1d

8TTH

sgTd

TV
0TTH

0000
CIIIIII

A [4%)]
€eTd
[44%S
1211

LTTD
9TTA

CIT1

901a

vvca

L5445

T€TH

Lzea

4425

{4448
|14

612d

912l

+

g0eN

® L0T1

e Molecule 4

socd

96TI

E€6TA
T6T1

Proteasome component PUP2

32%

64%

3%
-

Chain R

LTTD
9TTA

CI11

TOT1

o
)
£

as4cS

1374

1€cH

Lzea

(444}
144

e Molecule 5

612a

91CL

a0en

021

Proteasome component PRES

34%

61%

Chain E

L6N
960

5

760

26T

Ll

06N

98y

€8d
8y

8.1

SLD

TLQ

994

€91

6GS
891
LG3

AN

[4c)]

871
L¥A

%S
gt

8EA

SES

TeA

fefacy

ccTd
TC1

L1d

0
-
=

€TA
ZTL

L2

76TA

88174

J8T11

astI
0814

€TI0
(434
TT1Y

voIN

Proteasome component PRES

T€TH

62CA
82TV

9TTH

1ced

LieH

azn
aca

gzl

10271

e Molecule 5

86TS
L6TI
96TV

2%

36%

60%

Chain S

760

3

26T

06N

984

€8d
8y

8.1

9.1
LD

E€LH

TLQ

L91

€91

6GS
891
LG3

HAN

[4c)’]

871
L¥A

%S
gt

8EA

(4.4
T€I

9Tk

10
N
]

4]
zzd

L1d

¥6TA

88TH

Ll

4811

astI
0814

v81Q

6LTL

YETA

CETR

LTTR

12T

4344
TTTY

LOT1T

YOIN

L6N
960

10271

86T1S
L6TI
96TV

Proteasome component C1

e Molecule 6

38%

58%

Chain F

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



3GPJ

Full wwPDB X-ray Structure Validation Report

Page 12

€0TX

00T

86S

g6
63

64
06N

4989

€8d
281

8LA

98TV

7811

a8TH

08TA
6L11

LLta
9LT1
Sita
vLTY
eLTH
TLIY
TL1S

89TM

1871
0STI

8¥T1
LYTH

PPN
57490

8ETd
LETI
9ETL

0E£TYH

8C1S

STT1

€TTH
zTTY
12Tl
0ZTA
6TTA
8T

STTH
v11d

CTTd

0TTd
60TI

LOTI

vOTY

0%CI

LgTh

82Tl

j£44

o1

vica

912S

i414;1

1123

603
80C4

plolas
g0cd

¥02a

1

96TI
S6TH

E6TV
26T

06TA

88Td

Proteasome component C1

e Molecule 6

39%

56%

Chain T

007

7811

281

6.11

LLTE
9L11
s.13d
YLV
€LTH
TLIY
TLIS

09TX
681D
89TM
LSTA

TSTT
0STI

8¥11
LYTH

PPIN
57498

8E€Td
LETI
9ETL

0E€TYH

8CTS

ag11

(4441

0ZTA
6TTA
8TTh

STTH
711Q

cT1d

0T1d
6071
80Td
LOTI

SOTL
YOTY
€0TX

® 0%CI

LgTh

82C1

j444

o1

vica

912S

vich

1128

60cH
80C4

0oy
2023

¥0ca

1

86TA

Proteasome component C7-alpha

96TI
S6TY
6TV
£6TV
TET0

06TA

88Td

98TV

e Molecule 7

20/0

35%

62%

Chain G

SOTXA

00T

96V

88Y

L

6LN
8LA
LLA

LI

7oA

T9d

69T
89T

99a

YveEN

88TH

98TH

H8TH
DgTa

LSTR
9STA

€41d
Tata
18TL
08T

11

£v1a
4214

LETL
9ETT

T€Td
0ETYH

8TTA
LTTY
14att
Szt
$TTL

(4433

6111
8TTIN

CI11

LOTHW

.

Proteasome component C7-alpha

LETY
9€TI

-

8T

gces
i444

3

81c¢d

*

€021

86TI

+

e Molecule 7

20/ il

37%

60%

Chain U

|
£8d
(4229

8LA
LLA

YLI

0zYd

8T
L1d
918

PTI

CTI

0TYd

8L

|
qLTH
aLis
DLTY
aLTd

LL13

BLIL
€LTL
TLII
TL13
0LTh
691D

191d
691D
89TA
LSTA

TGTL
0STH

P11
Vv13

cv1a

LETL
9€T1

T€1d
0ETYH
6CTH

9zTY
STTh

8TIN

(4291

LOTH

S0TX

00TY

96V
S6d

06T

©
©
<

L}

8cel

SeTs

i
[l
-
[l
+~
=
O
=
Qo
(oF
g
]
o
L
g
Qo
w0
<
O
+~
o
=~
[l

812d

*

€0TL

8671

+

2614
1614
06TA

88T

98TH

e Molecule 8

H8TH
D81d
81N

RLDWIDE

SPDB

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3GPJ

Page 13

°/ i

34%

64%

Chain H

dmﬂm
S0Td
€0TD
96D
160

a8l
783

z8N1
18h

8.S

Yid

Tl

89T

99H

|
(4]
oocH

S6TN
¥6Td
€6TL
T6T1

6814
S8T1d
8LTW
7LTa

ELTA
TLIN

0LTD

L9T1

SOTN

€971

19TV
097Th
63TI

981§

CaTI

S2T1
{4923

6TTL

STTV
PITH
€111
C11s

91¢H

e Molecule 8

11

Tl
012L

Proteasome component PUP1

34%

64%

Chain V

CT1S

Y0Td
S0Ta

66T

96D

160

a8h
83

z8N1
18h

8LS
LLA

Yid

Tl

89T

99H

€91

[4:08
67V
vy
€90

GEH
¥e1

0EN
621
82a
0Zs
8TL

6N
84

Ssd
A

{4l
0ocH
6613

96TA
S6TN
¥6Td
€6TL
T6T1

6814

LLTA

vL1a

ELTA
TLIN

0LTD

L9TT

SOTN

€971

19TV

6ETH

LETA
0ETH
LT11
921§
STTT
4229
6TTL
STTV

€111

1

91¢H

11

0TTL

e Molecule 9

802

Proteasome component PUP3

37%

61%

Chain I

v6d

L8TYH
9814

1811

9LTR
SLTA
wLTA

TLIA

SOTH

6TTI
8110
LTTD

€114

0TTI
6074
80Td
LOTY
901D
0018

SOTN
%011
€0TH

TOTA

e Molecule 9

66d

LBA

€61
T6TH
T6TH

Proteasome component PUP3

40%

O 0
I} )
= =

58%

Chain W

281

991

YON

Tou

-
©
-

o
Il
120

©
<
=1

0 ©
Q‘Q‘I
H B

- o <
Q‘Q‘IQ‘
e ]

9€H

9974

9G1Ss
GSTI

TSTT
0S1a

AN

£¥13

1325

78S

€6Th
z6TY
T6TH

88TA
L8TYH
98T
18T%
9LTR
SLTA
wLTA

TLIH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3GPJ

Page 14

Proteasome component C11

e Molecule 10

2%

45%

52%

Chain J

681
88V

a8l

€84

8LY
LL0

w1
€L3

o111
1972
097D

8STD

96T

811

9TTV

TTT1

0TTA
6TTH
8TTL

€111
[454]

0TT1

80Td

Y0TX
01D

10TI
0071
661

£64

064
Y061

® €610
e 161D
0674
6810
$811
08TY

8LIA
LLTI

223

0LT4

L91d
99TH

Proteasome component C11

e Molecule 10

20/ il

43%

54%

Chain X

[ | 0414
I
€8 191d
[ | 99TH
8Ly 1
LLb TITT
[ | 19748
HL1 09T
€8 | eaTa
| Tk 891D
1.0 et
oo 9873
694 | eerT
891 PSTT
| Les |
99k 1919
[ | 057
691 ----
| 8ak 8YIL
188 LPTL
[ | 9% TH
€sn | evia
zsl #p1d
[ | £5TY
g 4270
[ | 191H
9%y O¥TH
gavd | eeta
¥¥S 8ETT
[ | LETT
68d 9818
ggs qgTa
e S
® £k
BEL 1
e LTTH
zea 9TV
| |
241 A%
| [ reiE
0zA 0ZTA
LT 6113
8TH 8TTL
118 1
918 €ITL
STV [431)]
| 17O
CTA 0111
mﬂm 60TH
80Td
8A 1
Lo Y07
91 €019
| e L zoty
71 1071
€1 0011
(41 661
1a 1
-1 £6Y

® €61d

o 61
16T
0674
6810

811
08T

8LIA
LLTI

YLII

Proteasome component PRE2

e Molecule 11

2%

35%

62%

Chain K

€11

00TH
66TA

9674
S6T1

CT6TA

06TH
68TN

8LTA

SLT1
YLIN

TLIS

S9TH

0971
69TI

99T

[41%)
STV

6713

LTS
A%

® E¥Iy

(47479

SETX

9TT10

%11
£21a

11954
0211
6174

j2310
ETTA

12378
0TTI

80Td

a0Td
YoTY

e 112D
@ 012I
60CA
80cN
Logh
9024

Proteasome component PRE2

e Molecule 11

O/ o

37%

© N = ~ o N~
© ©o N~ ~ © ©
HE X < a5

59%

Chain Y

-
@
B

o)
©
=

LSL

(4}

0sY

ocy

©
—
0

©
—
=

STV

€11
CcTI

o w0 WI

06TH
68TN

0873

8LTA

SLT1
HLIN

TLIS

SOTH

0971
6GTI

99TH

(4191
STV

6713
8YTA
LTS
911

447
5498
(4499
SETR

9210

¥CrI
£T1a

j145
0Z11

9T1a
ST1S
¥11Q
ETTA

TTTA

60TL
80Td

g0TY
VOTY

66.L
86D
L6W

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3GPJ

Page 15

® T12d
e 0121

80T
Loz
90z4d

00Ty
66TA

9674

CT6TA

Proteasome component C5

e Molecule 12

0/ .l

35%

60%

Chain L

§61T

67V

9PN
Eid}

€Y
(478

i

L9TI
99TH
S9TH

€9TL

SSTA

€91

TSTA

LY1S
9YT1

o MyTA
b1

APTA

HY1D

qJHTE

ovTh

V&Id

Proteasome component C5

[ 4198

98T
S8TYH

€81D

6LTL

e Molecule 12

LLTI
9LT1

L1

89Th

—
5%

34%

61%

063

18T

S8H

LLN
9LI

TLQ
VOLN

II )

@ ©
|
o

99TH

SSTA

€9TH

TSTA

LTS
9%11

o MpTA
%]

AP TH

HYTD

apTd

it}

VoI

6€TQ
8€TT

SETH

LBA

S6k
¥6d

{4198

98T

€8TD

LLTI
9LT1T

89Th
L9TI

Proteasome component PRE4

e Molecule 13

34%

63%

Chain M

veed
T6S

680
g8l
6LI
9.d
LY
Vila
YOLY
oLN

29T

LGY
96d

9%s

[47%8

SEI

TEA

62N
8¢d

V8IL

6.1a
811

€LT4

8974

S9TH
Y9TA

(4215

0974

LGIN
99TA

cST1d

-

8¥IA

Rid)
ay1a

Y¥IA

6€TYH

6214

LTTL
9TTV
STT11
YTIL

2Tls

6TTL
8TTA

ST71

E€TTA
CTTA

S0th
HOTA

2otV

LBN

S6'T

€6N

1121

Proteasome component PRE4

60zh

S0cTH
0Ty

LBTH

CTETA

0671

88T

98714

7811

e Molecule 13

35%

63%

Chain 1

¥6d
E6N

L [45)
T6S

*

Sel

8C4

921

61T

L1Q

CTA
11D

[
> a

= l'l-
oo >

1
oo

II‘D o

©
]
3]

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3GPJ

Page 16

I

6.1a
8L1I

€LT4

0L1s
691S

Y91k

0974

LGIN
9GTA

{45

0STA

8YIA

9YIL

ay1a

V¥IA

6E€TYH

9€1d

EETH

6214

LTTL
oTTV
ST11
Il

1C18
(493
6TTL
8TTA

STT11

E€TTA
CTTA
TT1Y

SOTh
$OTA

(404

1121

Proteasome component PRE3

602h

S0TH
voTH

LBTH
CTETA

16T
0671

88T

9874

7811

e Molecule 14

V8L

35%

62%

Chain N

votia
S0Ta

20TV

00TI

S61

S84

1

vld

0LK
690

1

1870

D8TX

astd

L8711
987H

rgr1

Proteasome component PRE3

e Molecule 14

31%

it

66%

Chain 2

90TN

Y0Td

Y0TA

2OtV

00TI

S61

Yid

r8T1
187D

D8TR

astd

L8T1

08TV

OLTA
SLTH
ZA% S

TLTD
0LTD

PoTY
€971

1970

LSTH

CTSTA

08T1d

8YTH

OV T

vy1E

0%TYH

9ETH

STTV

(493}

0ZTH

811§

717d

CITL

80TH
LOTYH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 17 Full wwPDB X-ray Structure Validation Report 3GPJ

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 133.51A 301.59A 143.37A .
Depositor
a, b, c, a, B,y 90.00°  112.59°  90.00°
. 15.00 — 2.70 Depositor
Resolution (4) 50.05 — 2.69 EDS
% Data completeness 99.0 (15.00-2.70) Depositor
(in resolution range) 98.4 (50.05-2.69) EDS
Rinerge 0.15 Depositor
Raym (Not available) Depositor
<I/o(I)>" 2.38 (at 2.69A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.250 0.264 Depositor
» hfree 0.260 , (Not available) DCC
Ryree test set No test flags present. DCC
Wilson B-factor (A?) 31.1 Xtriage
Anisotropy 0.911 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.34, 19.3 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L|>=042, < L*>=10.25 | Xtriage
Outliers 0 of 282923 reflections Xtriage
F,,F. correlation 0.91 EDS
Total number of atoms 51023 wwPDB-VP
Average B, all atoms (A?) 38.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.57% 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, 0.375 respectively for untwinned datasets,
and 0.333, 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:
SY?2

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

. Bond lengths Bond angles

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

1 A 0.41 0/1952 0.65 0/2642

1 O 0.41 0/1952 0.66 0/2642

2 B 0.39 0/1935 0.64 0/2618

2 P 0.39 0/1935 0.65 0/2618

3 C 0.38 0/1920 0.62 1/2598 (0.0%)
3 Q 0.38 0/1920 0.62 0/2598

4 D 0.39 0/1887 0.64 0/2541

4 R 0.38 0/1887 0.63 0/2541

5 E 0.40 0/1823 0.64 0/2463

5 S 0.40 0/1823 0.64 0/2463

6 F 0.41 0/1937 0.63 0/2614

6 T 0.41 0/1937 0.64 0/2614

7 G 0.43 0/1959 0.66 0/2652

7 U 0.44 0/1959 0.66 0/2652

8 H 0.42 0/1716 0.69 0/2326

8 \Y 0.40 0/1716 0.67 0/2326

9 1 0.41 0/1611 0.67 0/2174

9 W 0.44 0/1611 0.68 0/2174

10 J 0.41 0/1613 0.66 0/2173

10 X 0.43 0/1613 0.67 0/2173

11 K 0.41 0/1681 0.65 1/2274 (0.0%)
11 Y 0.42 0/1681 0.65 1/2274 (0.0%)
12 L 0.44 0/1795 0.68 0/2420

12 VA 0.44 0/1795 0.67 0/2420

13 1 0.43 0/1855 0.68 0/2514

13 M 0.41 0/1855 0.68 0/2514

14 2 0.42 0/1541 0.66 0/2087

14 N 0.44 0/1541 0.67 0/2087
All All 0.41 | 0/50450 | 0.65 | 3/68192 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
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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
12 L 0 1
12 7Z 0 1
All All 0 2

There are no bond length outliers.

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
11 K 98 | GLY N-CA-C -5.60 99.09 113.10
11 Y 98 | GLY N-CA-C -5.58 99.16 113.10
3 C 56 | LEU | CA-CB-CG | 5.09 127.00 115.30

There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
12 L 145 | TYR | Sidechain
12 7 145 | 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 1915 0 1926 82 0
1 O 1915 0 1926 92 0
2 B 1905 0 1901 123 0
2 P 1905 0 1901 128 0
3 C 1891 0 1900 116 0
3 Q 1891 0 1900 114 0
4 D 1862 0 1836 75 0
4 R 1862 0 1836 82 0
d E 1795 0 1797 86 0
d S 1795 0 1797 99 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
6 F 1897 0 1886 94 0
6 T 1897 0 1886 102 0
7 G 1921 0 1910 83 0
7 U 1921 0 1910 91 0
8 H 1685 0 1687 65 0
8 A% 1685 0 1687 66 0
9 I 1581 0 1574 75 0
9 W 1581 0 1574 85 0
10 J 1585 0 1590 101 0
10 X 1585 0 1590 93 0
11 K 1644 0 1594 87 0
11 Y 1644 0 1594 95 0
12 L 1757 0 1711 87 0
12 Z 1757 0 1711 87 0
13 1 1824 0 1832 88 0
13 M 1824 0 1832 83 0
14 2 1512 0 1481 24 0
14 N 1512 0 1481 61 0
15 H 35 0 39 2 0
15 K 35 0 40 0 0
15 \Y 35 0 39 2 0
15 Y 35 0 39 0 0
16 1 71 0 0 15 0
16 2 62 0 0 4 0
16 A o8 0 0 2 0
16 B 39 0 0 6 0
16 C 44 0 0 5 0
16 D 42 0 0 6 0
16 E 24 0 0 3 0
16 F 49 0 0 5 0
16 G 61 0 0 6 0
16 H 48 0 0 6 0
16 I 65 0 0 2 0
16 J 49 0 0 6 0
16 K 43 0 0 3 0
16 L 58 0 0 4 0
16 M 70 0 0 11 0
16 N 95 0 0 6 0
16 O 33 0 0 2 0
16 P 30 0 0 5 0
16 Q 27 0 0 3 0
16 R 30 0 0 4 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
16 S 23 0 0 1 0
16 T 42 0 0 7 0
16 U 60 0 0 9 0
16 \Y 43 0 0 6 0
16 W 62 0 0 6 0
16 X 45 0 0 8 0
16 Y 20 0 0 13 0
16 Z 52 0 0 7 0
All All 51023 0 49407 2243 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 23.

All (2243) close contacts within the same asymmetric unit are listed below, sorted by their clash

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

11:K:4:LEU:HD12 11:K:159:ILE:HD11 1.38 1.05
7:G:96:ALA:HA 7:G:107:MET:HE2 1.40 1.03
1:0:130:ARG:HH21 7:U:124: THR:HG22 1.23 1.01
11:Y:4:LEU:HD12 11:Y:159:ILE:HD11 1.43 1.00
11:Y:10(B):LYS:HD2 11:Y:10(B):LYS:H 1.26 1.00
14:N:136:GLY:HA2 14:2:161:GLN:HE21 1.20 1.00
14:N:161:GLN:HE21 14:2:136:GLY:HA2 1.21 1.00
2:B:15:PHE:H 3:C:23:GLN:HE22 1.05 0.99
2:B:202: THR:HG22 2:B:204:SER:H 1.27 0.99
9:W:6:MET:HE1 9:W:155:ILE:HA 1.42 0.99
2:P:202: THR:HG22 2:P:204:SER:H 1.23 0.98
13:1:157:ASN:HD22 13:1:160:ARG:HH11 1.05 0.97
7:U:96:ALA:HA 7:U:107:MET:HE2 1.43 0.97
9:.I.6:MET:HE1 9:1:155:ILE:HA 1.46 0.96
11:K:10(B):LYS:H 11:K:10(B):LYS:HD2 1.27 0.96
2:P:71:ASN:ND2 2:P:72:ASP:H 1.64 0.95
3:Q:100:ARG:NH1 3:Q:106:PRO:HB3 1.81 0.95
8:V:35:HIS:HB3 &:V:56: THR:HG21 1.48 0.94
2:B:71:ASN:ND2 2:B:72:ASP:H 1.64 0.94
8:V:163:ILE:HG23 8:V:170:GLY:HA2 1.49 0.94
3:C:100:ARG:NH1 3:C:106:PRO:HB3 1.83 0.93
1:A:130:ARG:HH21 7:G:124: THR:HG22 1.31 0.93
13:M:157:ASN:HD22 13:M:160:ARG:HH11 1.05 0.92
8:H:35:HIS:HB3 &:H:56: THR:HG21 1.49 0.92
10:X:2:ILE:HD13 10:X:162:LEU:HD13 1.53 0.90

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

10:J:2:ILE:HD13 10:J:162:LEU:HD13 1.51 0.90
10:J:-1:MET:HG2 10:J:1:ASP:H 1.36 0.89
10:X:-1:MET:HG2 10:X:1:ASP:H 1.38 0.89
3:C:15:PHE:H 4:D:23:GLN:HE22 1.21 0.88
3:Q:15:PHE:H 4:R:23:GLN:HE22 1.21 0.87
5:5:15:PHE:HB2 6:T:23:GLN:HE22 1.39 0.87
2:P:15:PHE:H 3:Q:23:GLN:HE22 1.17 0.87
10:J:133:TYR:HD1 16:Y:593:HOH:O 1.56 0.86
8:H:163:ILE:HG23 &:H:170:GLY:HA2 1.55 0.86
3:Q:185:THR:HG22 3:Q:187:GLU:H 1.39 0.86
5:E:201:LEU:HD11 5:E:207:LEU.HD22 1.56 0.86
4:D:97:-VAL:HG21 11:K:65:LEU:HD13 1.59 0.85
3:Q:185:THR:HB 3:Q:188:GLU:HG2 1.58 0.85
3:C:185: THR:HG22 3:C:187:GLU:H 1.41 0.85
1:0:124: THR:HG22 2:P:130:ARG:HH21 1.41 0.85
5:5:201:LEU:HD11 5:5:207:LEU:HD22 1.56 0.84
14:N:161:GLN:NE2 14:2:136:GLY:HA2 1.92 0.84
6:T:36:THR:HG22 6:T:51:GLU:OE2 1.77 0.84
3:C:100:ARG:HH11 3:C:106:PRO:HB3 1.43 0.84
11:Y:143:LYS:O 11:Y:146:LEU:HD13 1.74 0.84
11:K:143:LYS:O 11:K:146:LEU:HD13 1.77 0.84
2:B:124: THR:HG22 3:C:130:ARG:HH21 1.42 0.84
14:N:136:GLY:HA2 14:2:161:GLN:NE2 1.92 0.83
5:E:15:PHE:HB2 6:F:23:GLN:HE22 1.43 0.83
3:C:185:THR:HB 3:C:188:GLU:HG2 1.60 0.83
11:Y:174:ASN:HD21 11:Y:189:ASN:HD22 1.26 0.81
3:C:163:GLN:HE21 3:C:164:THR:H 1.27 0.81
2:P:124: THR:HG22 3:Q:130:ARG:HH21 1.43 0.81
2:P:202: THR:HG22 2:P:204:SER:N 1.96 0.81
10:J:133:TYR:HE1 16:X:876:HOH:O 1.63 0.81
1:0:130:ARG:HH?21 7:U:124:THR:CG2 1.92 0.80
6:F:36:. THR:HG22 6:F:51:GLU:OE2 1.79 0.80
2:P:224:PHE:H 2:P:224:PHE:HD2 1.30 0.80
9:I:137:MET:HE3 9:1:141:LEU:HD11 1.61 0.80
13:M:157:ASN:ND2 13:M:160:ARG:HH11 1.79 0.80
5:5:207:LEU:HA 5:S:2(E):ASN:ND2 1.97 0.79
12:7:33:LYS:HD2 12:7:46:ASN:HD22 1.48 0.79
3:Q:100:ARG:HH11 3:Q:106:PRO:HB3 1.42 0.79
8:H:165:ASN:HD22 13:1:139:ARG:HH11 1.29 0.79
11:Y:142:TYR:O 11:Y:143:LYS:HD?2 1.83 0.79
2:B:224:PHE:HD?2 2:B:224:PHE:H 1.29 0.79

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
5:E:207:LEU:HA 5:E:2(E):ASN:ND2 1.97 0.79
12:7:4:.LEU:HD11 12:7:138:LEU:HD21 1.65 0.79
1:A:130:ARG:HH21 7:G:124: THR:CG2 1.94 0.79
1:0:15:PHE:H 2:P:23:GLN:HE22 1.31 0.79
11:K:174:ASN:HD21 11:K:189:ASN:HD22 1.31 0.79
5:S:75:GLY:HA3 5:5:221:PHE:CE2 2.17 0.78
9:W:137:-MET:HE3 9:W:141:LEU:HD11 1.65 0.78
13:1:157:ASN:ND2 13:1:160:ARG:HH11 1.80 0.78
13:1:40:ASN:HD22 13:1:40:ASN:H 1.32 0.78
6:T:95:GLU:HG2 6:T:115:ARG:HB3 1.65 0.78
12:1:4:LEU:HD11 12:1:138:LEU:HD21 1.64 0.78
1:0:124:THR:CG2 2:P:130:ARG:HH21 1.97 0.77
11:K:142:TYR:O 11:K:143:LYS:HD?2 1.84 0.77
11:Y:35:ILE:HD11 11:Y:45:MET:CE 2.14 0.77
3:Q:185:' THR:HG22 3:Q:187:GLU:N 1.98 0.77
13:M:139:ARG:HH11 &:V:165:ASN:HD22 1.32 0.77
1:0:86:ARG:HE 7:U:118:ASN:ND2 1.83 0.77
7:G:87:ASN:HD22 7:G:87:ASN:C 1.87 0.77
6:T:79:SER:HA 16:T:1238:HOH:O 1.84 0.77
7:G:96:ALA:HA 7:G:107:MET:CE 2.14 0.77
2:B:202: THR:HG22 2:B:204:SER:N 1.99 0.77
8:V:81:GLN:O 8:V:85:GLN:HG3 1.84 0.77
1:0:33:GLN:HA 1:0:33:GLN:HE21 1.49 0.76
6:F:216:SER:HB3 6:F:21(A):GLU:HB2 1.66 0.76
3:C:185:THR:HG22 3:C:187:GLU:N 1.98 0.76
13:M:40:ASN:H 13:M:40:ASN:HD22 1.32 0.76
7:U:96:ALA:HA 7:U:107:-MET:CE 2.14 0.76
2:P:65:GLU:HG3 2:P:66:LYS:HG3 1.67 0.76
10:J:20:VAL:HG11 11:K:120:LEU:HD11 1.66 0.76
1:A:33:GLN:HA 1:A:33:GLN:HE21 1.51 0.76
14:2:36:ARG:HG3 14:2:42: TRP:CE2 2.21 0.76
1:A:21(G):LEU:HD13 1:A:218:GLY:HA2 1.67 0.75
10:X:20:VAL:HG11 11:Y:120:LEU:HD11 1.68 0.75
9:W:29:ASN:H 9:W:29:ASN:ND2 1.83 0.75
7:U:87:ASN:HD22 7:U:87:ASN:C 1.88 0.75
12:1.:33:LYS:HD?2 12:1:46:ASN:HD22 1.51 0.75
13:M:149:GLN:NE2 13:M:149:GLN:H 1.84 0.75
11:K:35:ILE:HD11 11:K:45:-MET:CE 2.16 0.75
2:B:126:HIS:HB3 3:C:129:VAL:HG12 1.68 0.75
13:1:104:VAL:HG23 13:1:178:ILE:HG22 1.68 0.75
6:F:95:GLU:HG2 6:F:115:ARG:HB3 1.69 0.75
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Atom-1 Atom-2 distance (A) | overlap (A)
7:U:217:LYS:HE3 7:U:217:LYS:HA 1.69 0.75
6:T:216:SER:HB3 6:T:21(A):GLU:HB2 1.68 0.74
2:P:126:HIS:HB3 3:Q:129:VAL:HG12 1.69 0.74
13:1:157:ASN:HD22 13:1:160:ARG:NH1 1.84 0.74
7:U:236:ILE:HD12 7:U:237:ALA:N 2.02 0.74
5:E:75:GLY:HA3 5:E:221:PHE:CE2 2.22 0.74
13:M:41: THR:HG21 13:M:79:ILE:HD12 1.70 0.74
1:A:124:THR:HG22 2:B:130:ARG:HH21 1.51 0.74
14:N:36:ARG:HG3 14:N:42: TRP:CE2 2.22 0.74
9:1:29:ASN:H 9:1:29:ASN:ND2 1.83 0.74
3:C:71:ASP:HA 10:J:68:ILE:CD1 2.18 0.74
10:J:133:TYR:OH 10:X:24:ILE:HG12 1.87 0.74
6:1:35: THR:HG23 6:T:51:GLU:HB3 1.70 0.74
12:1:123:GLN:HG3 12:L:145:TYR:OH 1.87 0.74
2:B:15:PHE:N 3:C:23:GLN:HE22 1.85 0.74
5:E:207:LEU:HD23 5:E:207.LEU:H 1.53 0.74
8:H:81:GLN:O 8:H:85:GLN:HG3 1.88 0.74
2:B:186:VAL:HG21 2:B:216:ARG:HD3 1.70 0.74
10:J:12:VAL:HG23 10:J:108:PRO:HB2 1.69 0.74
3:Q:33:ARG:HB2 3:Q:33:ARG:NH1 2.03 0.74
7:U:121:GLN:O 7:U:124: THR:HB 1.88 0.73
12:L:-7:ASN:HD22 12:1:-6:PRO:HD2 1.50 0.73
13:1:76:PRO:HD?2 13:1:105:GLN:OE1 1.88 0.73
3:Q:163:GLN:HE21 3:Q:164: THR:H 1.34 0.73
7:G:198:ILE:HG23 7:G:203:THR:O 1.88 0.73
5:5:207:LEU:HD23 5:5:207:LEU:H 1.54 0.73
6:F:35: THR:HG23 6:F:51:GLU:HB3 1.70 0.73
2:P:186:VAL:HG21 2:P:216:ARG:HD3 1.69 0.73
10:X:46:ALA:HA 16:X:891:HOH:O 1.89 0.73
13:M:8:TYR:CE2 13:M:148: VAL:HG22 2.23 0.73
2:B:65:GLU:HG3 2:B:66:LYS:HG3 1.69 0.73
5:5:141:TYR:CE2 5:5:217:LYS:HA 2.24 0.73
5:E:207:LEU:HA 5:E:2(E):ASN:HD22 1.54 0.72
5:5:207:LEU:HA 5:5:2(E):ASN:HD22 1.54 0.72
2:B:124: THR:CG2 3:C:130:ARG:HH21 2.01 0.72
1:A:124: THR:CG2 2:B:130:ARG:HH?21 2.02 0.72
13:1:149:GLN:H 13:1:149:GLN:NE2 1.88 0.72
12:7:123:GLN:HG3 12:7:145:TYR:OH 1.89 0.72
2:P:71:ASN:ND2 2:P:72:ASP:N 2.37 0.72
7:G:217:LYS:HA 7:G:217:LYS:HE3 1.71 0.72
11:K:4:LEU:HD12 11:K:159:ILE:CD1 2.19 0.72
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Atom-1 Atom-2 distance (A) | overlap (A)
3:Q:33:ARG:HH11 3:Q:33:ARG:CB 2.02 0.72
4:R:97:VAL:HG21 11:Y:65:LEU:HD13 1.72 0.72
2:B:71:ASN:ND2 2:B:72:ASP:N 2.37 0.72
13:M:76:PRO:HD2 13:M:105:GLN:OE1 1.90 0.72
11:Y:10(B):LYS:N 11:Y:10(B):LYS:HD2 2.03 0.72
9:1:29:ASN:HD22 9:1:29:ASN:H 1.38 0.72
5:E:132:TYR:O 5:E:153:PRO:HB3 1.90 0.72
13:M:157:ASN:HD22 13:M:160:ARG:NH1 1.84 0.71
5:5:198:SER:HA 5:S5:201:LEU:HG 1.72 0.71
10:X:12: VAL:HG23 10:X:108:PRO:HB2 1.72 0.71
6:F:179:LEU:HD21 6:F:192:GLN:HG2 1.71 0.71
1:0:86:ARG:HE 7:U:118:ASN:HD21 1.38 0.71
11:K:207:ASN:HD21 10:X:144:PRO:CG 2.04 0.71
3:C:164: THR:HG21 3:C:172:VAL:HG13 1.73 0.71
3:C:33:ARG:HB2 3:C:33:ARG:NH1 2.05 0.71
8:V:18: THR:HB &:V:30:ASN:HD22 1.56 0.71
11:Y:45:MET:HG3 11:Y:52:CYS:CB 2.21 0.71
6:T:179:LEU:HD21 6:T:192: GLN:HG2 1.72 0.71
12:7:-7:ASN:HD22 12:7:-6:PRO:HD2 1.54 0.71
2:B:152: ASN:HB2 2:B:153:PRO:HD2 1.71 0.71
5:E:141:TYR:CE2 5:E:217:LYS:HA 2.26 0.71
10:X:44:SER:OG 10:X:100:LEU:HB2 1.90 0.71
2:P:124:THR:CG2 3:Q:130:ARG:HH21 2.04 0.70
3:Q:106:PRO:HG?2 3:Q:143:PRO:CG 2.21 0.70
3:C:106:PRO:HG2 3:C:143:PRO:CG 2.21 0.70
8:V:84:LYS:HG3 8:V:85:GLN:N 2.07 0.70
10:J:69:ARG:HD2 16:J:514:HOH:O 1.91 0.70
2:P:152:ASN:HB2 2:P:153:PRO:HD2 1.72 0.70
1:0:21(G):LEU:HD13 1:0:218:GLY:HA2 1.72 0.70
1:0:179:ARG:HH11 1:0:179:ARG:HB3 1.56 0.70
3:Q:164: THR:HG21 3:Q:172:VAL:HG13 1.73 0.70
3:C:33:ARG:CB 3:C:33:ARG:HH11 2.04 0.70
13:1:8:TYR:CE2 13:1:148: VAL:HG22 2.26 0.70
10:J:38:SER:HB2 10:J:39:PRO:HD2 1.74 0.70
7:U:197:-MET:HA 7:U:197:-MET:HE3 1.73 0.70
5:E:198:SER:HA 5:E:201:LEU:HG 1.72 0.70
10:X:38:SER:HB2 10:X:39:PRO:HD2 1.73 0.70
11:K:10(B):LYS:N 11:K:10(B):LYS:HD2 2.03 0.70
10:J:52:THR:HG23 10:J:53:VAL:N 2.06 0.70
10:X:103:GLY:HA2 10:X:178:VAL:HG11 1.73 0.70
2:B:15:PHE:H 3:C:23:GLN:NE2 1.86 0.69
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Atom-1 Atom-2 distance (A) | overlap (A)
2:P:81:LEU:HD23 2:P:133:GLY:HA3 1.74 0.69
1:0:67:VAL:HB 1:0:223:LYS:NZ 2.07 0.69
12:1:135:MET:CE 9:W:165:ARG:NH2 2.55 0.69
2:B:185:LYS:HD3 2:B:186:VAL:N 2.07 0.69
7:G:236:ILE:HD12 7:G:237:ALA:N 2.07 0.69
4:D:175:GLU:HG2 4:D:196:1ILE:HG12 1.74 0.69
3:Q:168:ASN:HB2 3:QQ:200:VAL:HG11 1.75 0.69
13:M:35:ILE:HG12 13:M:56:GLU:HG3 1.73 0.69
7:G:121:GLN:O 7:G:124:THR:HB 1.92 0.69
10:X:52: THR:HG23 10:X:53:VAL:N 2.07 0.69
5:5:17:PRO:HA 6:T:26:TYR:CD1 2.27 0.69
2:B:121:GLN:O 2:B:124: THR:HB 1.92 0.69
13:1:40:ASN:HD22 13:1:40:ASN:N 1.89 0.69
8:H:18: THR:HB 8:H:30:ASN:HD22 1.58 0.69
11:K:45:MET:HG3 11:K:52:CYS:CB 2.22 0.68
13:M:40:ASN:HD22 13:M:40:ASN:N 1.89 0.68
3:Q:173:ARG:O 3:Q:177:GLU:HG3 1.93 0.68
3:C:168:ASN:HB2 3:C:200:VAL:HG11 1.74 0.68
12:7:109:ALA:HA 16:7:375:HOH:O 1.91 0.68
6:1T:82:ILE:HB 6:T:83:PRO:HD3 1.75 0.68
12:7:90:LYS:HD3 12:7:95:'TYR:CZ 2.29 0.68
7:U:198:ILE:HG23 7:U:203:THR:O 1.94 0.68
1:A:15:PHE:H 2:B:23:GLN:HE22 1.40 0.68
2:B:156:ASN:HD22 2:B:157:TYR:H 1.42 0.68
9:W:29:ASN:H 9:W:29:ASN:HD22 1.40 0.68
10:J:52:THR:HG23 10:J:53:VAL:H 1.58 0.68
10:X:52: THR:HG23 10:X:53:VAL:H 1.58 0.68
4:D:40:ILE:HD12 4:D:193:VAL:HG23 1.75 0.68
2:B:81:LEU:HD23 2:B:133:GLY:HA3 1.76 0.68
10:J:44:SER:OG 10:J:100:LEU:HB2 1.93 0.68
2:P:185:LYS:HD3 2:P:186:VAL:N 2.09 0.68
1:A:179:ARG:HB3 1:A:179:ARG:HH11 1.58 0.68
2:P:156:ASN:HD22 2:P:157'TYR:H 1.42 0.68
11:K:38:ASN:O 11:K:40:PHE:N 2.27 0.67
3:C:41:LYS:HG2 3:C:161:SER:O 1.94 0.67
5:E:207:LEU:.CD2 5:E:207:.LEU:H 2.07 0.67
9:1:1:GLY:HA3 9:1:33:LYS:HE2 1.75 0.67
9:I.6:MET:CE 9:1:155:ILE:HA 2.22 0.67
9:1:165:ARG:NH2 12:7:135:MET:CE 2.57 0.67
13:M:104:VAL:HG23 13:M:178:ILE:HG22 1.77 0.67
13:1:35:ILE:HG12 13:1:56:GLU:HG3 1.76 0.67
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13:1:152:GLU:O 13:1:156: VAL:HG23 1.94 0.67
9:I:48:LEU:HG 9:1:50: THR:HG22 1.77 0.67
12:7:166:HIS:HD?2 12:7:168:GLN:H 1.42 0.67
4:R:70:1ILE:HB 4:R:74:ILE:HG22 1.77 0.67
1:A:232:ARG:HG3 1:A:232:ARG:HH11 1.58 0.67
11:K:207:ASN:ND2 10:X:144:PRO:CG 2.58 0.67
9:W:-2:ASN:HA 9:W:21:GLY:O 1.94 0.67
12:1:166:HIS:HD2 12:L:168:GLN:H 1.40 0.67
12:1.:90:LYS:HD3 12:L:95:TYR:CZ 2.29 0.67
8:V:172:ASN:HD?22 &:V:193:THR:HA 1.60 0.67
3:C:173:ARG:O 3:C:177:GLU:HG3 1.94 0.67
5:E:175:TYR:CD2 5:E:196:ALA:HA 2.30 0.67
5:5:132:TYR:O 5:5:153:PRO:HB3 1.94 0.67
4:R:185: THR:HG23 4:R:188:GLU:OE1 1.95 0.67
8:H:173:VAL:HB 8:H:192:LEU.HB2 1.77 0.67
11:K:40:PHE:HB3 11:K:73:ARG:NH2 2.10 0.67
9:W:20:LEU:HA 16:W:240:HOH:O 1.93 0.67
14:2:144:GLU:HG2 16:2:1115:HOH:O 1.93 0.67
7:U:18(G):GLU:HG2 7:U:188:LYS:HB2 1.77 0.67
1:A:67:VAL:HB 1:A:223:LYS:NZ 2.09 0.67
4:R:175:GLU:HG2 4:R:196:ILE:HG12 1.77 0.67
7:G:197:MET:HE3 7:G:197:MET:HA 1.76 0.67
7:U:12:ILE:HG13 7:U:14.1LE:HG23 1.74 0.67
13:M:149:GLN:HE21 13:M:149:GLN:H 1.43 0.67
2:B:152:ASN:HB2 2:B:153:PRO:CD 2.25 0.67
11:Y:12:ILE:HB 11:Y:178:VAL:HB 1.77 0.67
4:D:185: THR:HG23 4:D:188:GLU:OE1 1.94 0.66
6:F:20(B):GLU:HG3 6:F:20(C):LYS:N 2.11 0.66
12:L:109:ALA:HA 16:1:975:HOH:O 1.94 0.66
9:W:6:MET:CE 9:W:155:ILE:HA 2.21 0.66
11:K:12:ILE:HB 11:K:178:VAL:HB 1.76 0.66
&:V:173:VAL:HB 8:V:192:LEU:HB2 1.76 0.66
2:P:121:GLN:O 2:P:124.: THR:HB 1.96 0.66
6:F:20(B):GLU:HG3 6:F:20(C):LYS:HG3 1.76 0.66
2:P:101:LYS:NZ 10:X:85:GLN:HE22 1.93 0.66
2:P:61:GLN:OE1 2:P:208:ASP:HA 1.95 0.66
12:1:8:GLY:HA3 12:L:11:PHE:CE2 2.31 0.66
6:F:82:ILE:HB 6:F:83:PRO:HD3 1.77 0.66
9:W:48:LEU:HG 9:W:50: THR:HG22 1.77 0.66
9:.I.6:MET:HE3 9:1:155:ILE:HG13 1.76 0.66
5:5:207:LEU:H 5:5:207:LEU:CD2 2.08 0.66
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Atom-1 Atom-2 distance (A) | overlap (A)
12:7:33:LYS:HD2 12:7:46:ASN:ND2 2.10 0.66
1:0:232:ARG:HG3 1:0:232:ARG:HH11 1.59 0.66
7:G:12:ILE:HG13 7:G:14:ILE:HG23 1.77 0.66
5:5:175:TYR:CD2 5:5:196:ALA:HA 2.30 0.66
7:U:35:ILE:HG23 7:U:51:GLN:HB2 1.78 0.66
2:B:61:GLN:OE1 2:B:208:ASP:HA 1.96 0.66
2:B:49:ALA:HB2 2:B:212:PHE:CE1 2.30 0.66
1:0:179:ARG:NH1 1:0:179:ARG:HB3 2.10 0.65
12:1.:33:LYS:HD?2 12:1:46:ASN:ND2 2.11 0.65
3:Q:163:GLN:HE22 3:Q:173:ARG:HE 1.44 0.65
14:N:21: THR:HG22 14:N:26:ILE:HA 1.78 0.65
9::-2:ASN:HA 9:1:21:GLY:O 1.97 0.65
7:G:18(G):GLU:HG2 7:G:188:LYS:HB2 1.79 0.65
14:2:21: THR:HG22 14:2:26:1ILE:HA 1.77 0.65
8:H:4:VAL:HG22 8:H:159:ILE:HD11 1.79 0.65
9:W:1:GLY:HA3 9:W:33:LYS:HE2 1.78 0.65
4:D:70:.1LE:HB 4:D:74:ILE:HG22 1.79 0.65
8:H:84:LYS:HG3 8:H:85:GLN:N 2.10 0.65
4:R:40:1ILE:HD12 4:R:193:VAL:HG23 1.78 0.65
8:V:34:.LEU:HB2 16:V:578:HOH:O 1.96 0.65
6:1:20(B):GLU:HG3 6:1:20(C):LYS:HG3 1.78 0.65
7:U:87:ASN:ND2 7:U:87:ASN:C 2.50 0.65
14:2:55:ILE:HD11 14:2:95:LEU:HD13 1.79 0.65
11:Y:38:ASN:O 11:Y:40:PHE:N 2.29 0.65
7:G:77:VAL:HG12 7:G:137:.THR:HB 1.78 0.65
11:K:209:VAL:HG13 16:W:348:HOH:O 1.97 0.65
11:Y:71:LYS:HA 16:Y:912:HOH:O 1.97 0.65
7:G:218:ASP:O 7:G:220:LYS:HB2 1.96 0.65
11:Y:4:LEU:HD12 11:Y:159:ILE:CD1 2.23 0.64
12:7:21:1ILE:HD12 12:7:21:1LE:C 2.18 0.64
6:F:35: THR:HG21 6:F:51:GLU:O 1.97 0.64
11:K:35:ILE:HD11 11:K:45:-MET:HE2 1.80 0.64
6:F:119:TYR:O 6:F:122:ALA:HB3 1.97 0.64
2:B:149:'TYR:OH 3:C:62(A):ILE:HB 1.97 0.64
7:U:218:ASP:O 7:U:220:LYS:HB2 1.96 0.64
7:G:87:ASN:ND2 7:G:87:ASN:C 2.50 0.64
1:A:179:ARG:NH1 1:A:179:ARG:HB3 2.12 0.64
16:P:462:HOH:O 3:Q:87:ILE:HD11 1.95 0.64
4:D:122:ARG:HG2 4:D:122:ARG:HH11 1.62 0.64
10:J:103:GLY:HA2 10:J:178:VAL:HG11 1.78 0.64
11:Y:40:PHE:HB3 11:Y:73:ARG:NH2 2.11 0.64
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Atom-1 Atom-2 distance (A) | overlap (A)
2:P:49:ALA:HB2 2:P:212:PHE:CE1 2.33 0.64
5:E:47:VAL:HG23 5:E:189:LEU:HD13 1.78 0.64
6:F:28:VAL:O 6:F:32:GLU:HG3 1.98 0.64
4:D:177:-LEU:HD13 5:E:58:LEU:HD11 1.79 0.64
6:T1T:184:LEU:HD11 6:T:188:GLU:HB3 1.80 0.64
2:P:152:ASN:HB2 2:P:153:PRO:CD 2.28 0.64
12:7:7:ALA:HB2 12:7:110:VAL:HG23 1.78 0.64
8:V:78:SER:O 8:V:82:MET:HG3 1.98 0.64
4:D:12(F):GLY:HA3 16:D:965:HOH:O 1.97 0.64
9:W:160:LEU:HD11 9:W:191:MET:HB3 1.79 0.64
12:7:-2:ASN:HD21 13:1:118:VAL:HG11 1.63 0.64
3:C:201:VAL:HG21 3:C:210:ILE:HD11 1.79 0.64
10:J:18:LYS:HG2 10:J:174:ILE:HG13 1.80 0.64
10:J:147: THR:HG23 10:J:150:GLU:OE2 1.98 0.64
9:1:105:ASN:HB3 9:1:10(C):SER:OG 1.98 0.64
7:G:35:ILE:HG23 7:G:51:GLN:HB2 1.80 0.64
10:X:147: THR:HG23 10:X:150:GLU:OE2 1.98 0.64
13:1:41: THR:HG21 13:1:79:ILE:HD12 1.79 0.64
3:C:35:THR:HB 3:C:51:GLU:HG3 1.80 0.64
13:M:152:GLU:O 13:M:156:VAL:HG23 1.97 0.64
2:P:239: THR:HG22 2:P:239: THR:OXT 1.98 0.64
12:L:93:PHE:N 12:1.:94:PRO:HD3 2.12 0.64
13:1:-6:GLN:O 13:1:-6:GLN:HG3 1.98 0.63
5:E:82:ALA:HB3 5:E:83:PRO:HD3 1.80 0.63
8:H:172:ASN:HD22 &:H:193: THR:HA 1.63 0.63
11:Y:210:.ILE:HB 16:Y:1150:HOH:O 1.97 0.63
1:0:67:VAL:HB 1:0:223:LYS:HZ1 1.62 0.63
9:1:1:GLY:HA2 9:1:17:ASP:OD1 1.98 0.63
9:W:156:SER:O 9:W:160:LEU:HB2 1.97 0.63
12:1:13:VAL:HG12 12:1L:177:ILE:HG13 1.80 0.63
12:7:8:GLY:HA3 12:Z:11:PHE:CE2 2.34 0.63
3:QQ:106:PRO:HG?2 3:Q:143:PRO:HG3 1.81 0.63
5:E:2(B):THR:H 5:E:2(E):ASN:HD22 1.45 0.63
12:L:21:ILE:HD12 12:L:21:1LE:C 2.18 0.63
10:J:144:PRO:CG 11:Y:207:ASN:HD21 2.12 0.63
12:7:40:ASN:HD21 12:7:183:GLY:HA2 1.62 0.63
3:Q:33:ARG:HH11 3:Q:33:ARG:HB2 1.62 0.63
13:M:3:VAL:HG23 13:M:46:SER:HB3 1.81 0.63
6:T:119:TYR:O 6:T:122:ALA:HB3 1.99 0.63
12:1:40:ASN:HD21 12:1:183:GLY:HA2 1.62 0.63
10:J:15:ALA:HB2 10:J:155:LEU:HD11 1.80 0.63
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11:Y:10(B):LYS:CD 11:Y:10(B):LYS:H 2.07 0.63
11:K:207:ASN:ND2 10:X:144:PRO:HG3 2.13 0.63
9:I:55:LEU:CD1 9:1:97:VAL:HG21 2.29 0.63
3:Q:201:VAL:HG21 3:Q:210:ILE:HD11 1.79 0.63
5:E:226:GLY:O 5:E:229:VAL:HG22 1.98 0.63
6:1:20(B):GLU:HG3 6:T:20(C):LYS:N 2.12 0.63
6:F:120:VAL:HG21 6:F:151:LEU:HD21 1.80 0.63
8:V:4:VAL:HG22 8:V:159:ILE:HD11 1.81 0.63
12:7:93:PHE:N 12:7:94:PRO:HD3 2.14 0.63
5:S5:15:PHE:HB?2 6:T:23:GLN:NE2 2.10 0.62
3:Q:41:LYS:HG2 3:Q:161:SER:O 1.99 0.62
9:W:6:MET:HE3 9:W:155:ILE:HG13 1.79 0.62
3:C:160: TRP:CE2 4:D:59:LEU:HD23 2.34 0.62
11:Y:35:ILE:HD11 11:Y:45:MET:HE2 1.80 0.62
3:C:71:ASP:HA 10:J:68:ILE:HD11 1.81 0.62
2:P:141:TYR:CD1 2:P:21(E):VAL:HG21 2.34 0.62
5:5:2(B): THR:H 5:S:2(E):ASN:HD22 1.46 0.62
1:A:86:ARG:HE 7:G:118:ASN:ND2 1.98 0.62
13:M:122:SER:HA 16:M:1128:HOH:O 1.98 0.62
14:N:55:ILE:HD11 14:N:95:LEU:HD13 1.80 0.62
8:V:172:ASN:ND2 8:V:193: THR:HA 2.15 0.62
10:X:18:LYS:HG2 10:X:174:ILE:HG13 1.80 0.62
4:R:29:GLU:OE2 4:R:32:LYS:HD?2 1.99 0.62
6:F:127:ASN:HD22 6:F:128:SER:N 1.97 0.62
10:X:156:LYS:O 10:X:160:GLN:HG3 2.00 0.62
5:S5:47:VAL:HG23 5:5:189:LEU:HD13 1.80 0.62
2:B:121:GLN:CG 3:C:83:ALA:HBI1 2.30 0.62
10:X:178:VAL:HG22 10:X:184:ILE:HG12 1.81 0.62
3:C:216:LYS:HB2 3:C:220:ASP:HB3 1.81 0.62
5:5:207:LEU:N 5:5:207:LEU:HD23 2.15 0.62
2:P:121:GLN:CG 3:Q:83:ALA:HB1 2.30 0.62
1:0:33:GLN:CA 1:0:33:GLN:HE21 2.11 0.62
13:1:149:GLN:H 13:1:149:GLN:HE21 1.47 0.62
13:1:148:VAL:HG23 16:1:182:HOH:O 2.00 0.62
5:5:148:LEU:CD2 5:5:162:GLY:HA2 2.30 0.62
3:C:106:PRO:HG2 3:C:143:PRO:HG3 1.80 0.62
2:B:156:ASN:HB2 16:C:1179:HOH: O 2.00 0.62
5:E:17:PRO:HA 6:F:26:TYR:CD1 2.35 0.62
6:F:184:LEU:HD11 6:F:188:GLU:HB3 1.82 0.62
10:X:113:ILE:HA 10:X:118: THR:O 2.00 0.62
13:1:41: THR:OG1 13:1:76:PRO:HG3 2.00 0.62
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

2:P:234:VAL:HA 2:P:239:THR:HA 1.82 0.62
9:W:105:ASN:HB3 9:W:10(C):SER:OG 2.00 0.62
1:0:161:LYS:HD3 1:0:180: TRP:CZ3 2.34 0.62
3:Q:216:LYS:HB2 3:QQ:220:ASP:HB3 1.82 0.61
3:Q:71:ASP:HA 10:X:68:ILE:CD1 2.31 0.61
10:J:162:LEU:O 10:J:166:MET:HB?2 1.99 0.61
10:J:-1:MET:HG2 10:J:1:ASP:N 2.12 0.61
5:E:207:LEU.HD23 5:E:207:LEU:N 2.15 0.61
9:W:14:1LE:HG23 9:W:34:.1ILE:HD13 1.80 0.61
10:X:162:LEU:O 10:X:166:MET:HB2 2.00 0.61
2:B:160: TRP:HA 3:C:59:GLN:HA 1.82 0.61
6:T:32:GLU:HB3 6:T:169:ARG:NH2 2.14 0.61
9:1:160:LEU:HD11 9:I:191:MET:HB3 1.81 0.61
14:N:14:LEU:HD11 14:N:102:ALA:HB3 1.83 0.61
12:L:-2:ASN:HA 12:L:21:1LE:O 2.00 0.61
5:5:82:ALA:HB3 5:5:83:PRO:HD3 1.82 0.61
16:L:200:HOH:O 9:W:192:ARG:HG3 1.99 0.61
2:B:141:TYR:CD1 2:B:21(E):VAL:HG21 2.34 0.61
9:W:101:VAL:O 9:W:110:ILE:HA 2.00 0.61
12:7:58:ARG:NH2 16:7:1275:HOH:O 2.33 0.61
7:G:136:LEU:O 7:G:150:LYS:HA 2.00 0.61
6:T:127:ASN:HD22 6:T:128:SER:N 1.99 0.61
11:Y:180:GLU:N 16:Y:812:HOH:O 2.32 0.61
10:X:133:TYR:CE2 10:X:166:MET:HG3 2.35 0.61
3:C:215:VAL:HG23 3:C:221:ILE:HG12 1.82 0.61
8:V:35:HIS:CB 8:V:56: THR:HG21 2.27 0.61
7:U:77:VAL:HG12 7:U:137:THR:HB 1.82 0.61
7:U:95:GLU:HB3 16:U:925:HOH:O 1.99 0.61
8:V:18:THR:CB &:V:30:ASN:HD22 2.13 0.61
4:R:122:ARG:HH11 4:R:122:ARG:HG2 1.66 0.61
10:X:15:ALA:HB2 10:X:155:LEU:HD11 1.82 0.61
10:J:24:1LE:HG12 10:X:133:TYR:OH 2.01 0.61
10:J:178:VAL:HG22 10:J:184:ILE:HG12 1.83 0.61
3:Q:186:VAL:O 3:Q:190:VAL:HG23 2.01 0.61
3:Q:215:VAL:HG23 3:Q:221:ILE:HG12 1.83 0.61
3:Q:35: THR:HB 3:Q:51:GLU:HG3 1.82 0.61
11:K:200:LYS:HE3 11:K:206:PHE:O 2.00 0.61
10:J:156:LYS:O 10:J:160:GLN:HG3 1.99 0.61
13:M:-6:GLN:O 13:M:-6:GLN:HG3 1.99 0.61
1:A:33:GLN:HE21 1:A:33:GLN:CA 2.14 0.61
9:W:174:VAL:HG21 9:W:186:LYS:HE3 1.83 0.61
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Atom-1 Atom-2 distance (A) | overlap (A)
9:1:90:ARG:HH11 9:1:90:ARG:HA 1.66 0.61
12:L:7:ALA:HB2 12:L:110:VAL:HG23 1.81 0.61
5:E:86:ARG:HH11 5:E:86:ARG:HG3 1.65 0.61
8:H:34:LEU:HB2 16:H:540:HOH:O 2.01 0.61
2:B:239: THR:OXT 2:B:239: THR:HG22 2.01 0.60
11:K:208:ASN:HB3 16:X:776:HOH:O 2.01 0.60
7:G:18(G):GLU:HG2 7:G:188:LYS:CB 2.31 0.60
9:W:27:VAL:HG13 16:X:622:HOH:O 2.01 0.60
12:1:14:LEU:HD13 12:1.:34:VAL:HG13 1.83 0.60
10:X:-1:MET:CG 10:X:1:ASP:H 2.13 0.60
12:7:13:VAL:HG12 12:Z:177:1ILE:HG13 1.83 0.60
4:D:25:GLU:HA 4:D:28:LEU:HD22 1.83 0.60
1:A:20:LYS:HE3 1:A:25:ASP:OD1 2.02 0.60
9:W:113:PHE:HA 9:W:118:CYS:O 2.00 0.60
3:C:163:GLN:HE22 3:C:173:ARG:HE 1.46 0.60
9:I:137:-MET:HE3 9:1:141:LEU:CD1 2.31 0.60
7:U:100:ARG:HG3 7:U:100:ARG:HH11 1.67 0.60
9:W:46: THR:HA 16:W:608:HOH:O 2.01 0.60
1:A:161:LYS:HD3 1:A:180:TRP:CZ3 2.36 0.60
10:X:49:ALA:HB2 16:X:1094:HOH:O 2.01 0.60
5:5:86:ARG:HH11 5:5:86:ARG:HG3 1.65 0.60
11:Y:45:MET:HG3 11:Y:52:CYS:HB2 1.81 0.60
6:F:192:GLN:O 6:F:196:1LE:HG13 2.02 0.60
12:1L:135:MET:HE2 9:W:165:ARG:NH2 2.15 0.60
2:P:146: TYR:HE1 2:P:215:1ILE:HG22 1.67 0.60
2:P:21(A):LYS:HE2 2:P:21(D):GLY:O 2.01 0.60
9:1:165:ARG:NH2 12:7:135:-MET-HE3 2.17 0.60
12:L:-2:ASN:HD21 13:M:118:VAL:HG11 1.66 0.60
9:W:7:THR:HG23 9:W:110:1LE:HD13 1.84 0.60
4:R:25:GLU:HA 4:R:28:LEU:HD22 1.84 0.60
14:2:65:LEU.HG 14:2:69:GLN:HE21 1.66 0.60
2:B:21(A):LYS:HE2 2:B:21(D):GLY:O 2.01 0.60
1:0:118:LYS:HE2 1:0:122:GLU:OE1 2.02 0.60
12:7:4:LEU:CD1 12:7:138:LEU:HD21 2.31 0.60
1:A:86:ARG:HE 7:G:118:ASN:HD21 1.49 0.60
6:T:173:LYS:O 6:T:177:GLU:HG3 2.01 0.60
9:W:90:ARG:HH11 9:W:90:ARG:HA 1.66 0.60
9:W:55:LEU:CD1 9:W:97:VAL:HG21 2.32 0.60
3:C:186:VAL:O 3:C:190:VAL:HG23 2.01 0.60
4:R:177:LEU:HD13 5:5:58:LEU:HD11 1.83 0.60
7:U:186:TRP:O 7:U:190:VAL:HG23 2.01 0.60
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Atom-1 Atom-2 distance (A) | overlap (A)
2:P:71:ASN:HD?22 2:P:72:ASP:N 1.98 0.60
11:K:142: TYR:C 11:K:143:LYS:HD?2 2.22 0.60
8:H:18: THR:CB &:H:30:ASN:HD22 2.15 0.60
3:C:121:GLN:C 3:C:121:GLN:NE2 2.55 0.60
12:7:14:LEU:HD13 12:7:34:VAL:HG13 1.84 0.60
2:B:71:ASN:HD22 2:B:72:ASP:N 1.99 0.60
12:7:-2:ASN:HA 12:7:21:1LE:O 2.01 0.60
4:R:205:GLU:OE2 4:R:205:GLU:HA 2.01 0.60
3:C:156:ILE:HA 16:C:1013:HOH:O 2.01 0.60
12:7:-6:PRO:O 13:1:91:ARG:NH1 2.34 0.59
12:L:135:MET:HE3 9:W:165:ARG:NH2 2.16 0.59
8:H:172:ASN:ND2 8:H:193: THR:HA 2.17 0.59
3:Q:121:GLN:C 3:Q:121:GLN:NE2 2.55 0.59
11:K:207:ASN:HD21 10:X:144:PRO:HG3 1.67 0.59
7:U:18(G):GLU:HG2 7:U:188:LYS:CB 2.31 0.59
9:1:156:SER:O 9:1:160:LEU:HB2 2.01 0.59
13:1:3:VAL:HG23 13:1:46:SER:HB3 1.84 0.59
13:M:29:ASN:N 16:M:802:HOH:O 2.33 0.59
3:Q:160: TRP:CE2 4:R:59:LEU:HD23 2.37 0.59
5:5:175:TYR:HB2 5:5:199:GLN:HG2 1.83 0.59
10:J:143:ARG:HB2 10:J:146:MET:HG3 1.83 0.59
9:W:1:GLY:HA2 9:W:17:ASP:OD1 2.01 0.59
10:J:144:PRO:CG 11:Y:207:ASN:ND2 2.65 0.59
2:B:234:VAL:HA 2:B:239: THR:HA 1.82 0.59
6:T:120:VAL:HG21 6:T:151:LEU:HD21 1.82 0.59
7:U:136:LEU:O 7:U:150:LYS:HA 2.02 0.59
1:A:118:LYS:HE2 1:A:122:GLU:OE1 2.02 0.59
10:X:143:ARG:HB2 10:X:146:MET:HG3 1.84 0.59
11:K:10(B):LYS:H 11:K:10(B):LYS:CD 2.08 0.59
10:J:24:ILE:O 10:X:133: TYR:OH 2.21 0.59
6:T:35: THR:HG21 6:T:51:GLU:O 2.01 0.59
6:T:28:VAL:O 6:1:32:GLU:HG3 2.01 0.59
9:1:2:.ILE:HG21 9:1:130:ALA:HB3 1.85 0.59
5:5:226:GLY:O 5:5:229:VAL:HG22 2.02 0.59
5:E:148:LEU:CD2 5:E:162:GLY:HA2 2.32 0.59
11:K:67:GLU:CD 11:K:73:ARG:HA 2.22 0.59
6:F:32:GLU:HB3 6:F:169:ARG:NH2 2.17 0.59
1:0:161:LYS:HD3 1:0:180: TRP:CH2 2.37 0.59
14:2:14:LEU:HD11 14:2:102:ALA:HB3 1.84 0.59
10:J:113:ILE:HA 10:J:118:THR:O 2.01 0.59
2:B:10:SER:HB2 16:B:248:HOH:O 2.02 0.59
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Atom-1 Atom-2 distance (A) | overlap (A)
2:P:181:LYS:HG3 2:P:184:MET:HG3 1.85 0.59
11:K:156:LYS:HE2 11:K:190:HIS:CD2 2.38 0.59
3:C:163:GLN:NE2 3:C:164: THR:H 1.99 0.59
9:I.7:THR:HG23 9:I:110:ILE:HD13 1.85 0.59
11:Y:6:PHE:HA 11:Y:123:ASP:O 2.02 0.59
9:1:137:MET:CE 9:1:141:LEU:HD11 2.32 0.59
9:1:113:PHE:HA 9:1:118:CYS:0O 2.03 0.59
10:X:-1:MET:HG2 10:X:1:ASP:N 2.14 0.59
1:0:134:VAL:O 1:0:153:PRO:HG3 2.02 0.59
4:D:112:LEU:C 4:D:112:LEU:HD13 2.23 0.59
11:Y:174:ASN:HD21 11:Y:189:ASN:ND2 1.98 0.59
11:Y:143:LYS:HB2 11:Y:146:LEU:CD1 2.33 0.59
12:L:-7:ASN:HD22 12:L:-6:PRO:CD 2.15 0.59
4:D:205:GLU:HA 4:D:205:GLU:OE2 2.01 0.59
1:0:57:PRO:HG3 7:U:177:GLU:CD 2.22 0.59
6:F:90:ASN:O 6:F:94:GLU:HG3 2.02 0.59
1:A:150:GLN:O 1:A: 157 TYR:HA 2.03 0.59
9:1:174:VAL:HG21 9:1:186:LYS:HE3 1.84 0.59
11:K:13:ILE:HD12 11:K:152:LEU:HD23 1.85 0.58
11:K:45:MET:HG3 11:K:52:CYS:HB2 1.83 0.58
9:1:165:ARG:NH2 12:7:135:-MET:-HE2 2.18 0.58
2:B:163:ILE:HG13 2:B:164:SER:N 2.18 0.58
9:W:29:ASN:N 9:W:29:ASN:HD22 2.00 0.58
5:5:78:LEU:HD12 5:5:78:LEU:C 2.23 0.58
2:P:121:GLN:HG2 3:Q:83:ALA:HB1 1.85 0.58
2:B:156:ASN:ND2 2:B:157:TYR:H 2.01 0.58
11:Y:67:GLU:CD 11:Y:73:ARG:HA 2.24 0.58
6:F:109:ILE:HB 6:F:110:PRO:HD3 1.85 0.58
1:0:20:LYS:HE3 1:0:25:ASP:0OD1 2.03 0.58
1:0:7:ARG:HD3 5:5:127:TYR:HD2 1.68 0.58
5 E:15:PHE:HB2 6:F:23:GLN:NE2 2.14 0.58
1:A:161:LYS:HD3 1:A:180: TRP:CH2 2.39 0.58
9:1:101:VAL:O 9:1:110:ILE:HA 2.04 0.58
5:5:92:LEU:HD11 5:S:112:ALA:HB1 1.86 0.58
4:D:29:GLU:OE2 4:D:32:LYS:HD?2 2.03 0.58
6:F:136: THR:HB 16:F:1005:HOH:O 2.04 0.58
13:1:91:ARG:HG3 13:1:92:SER:N 2.18 0.58
2:P:156:ASN:ND2 2:P:157'TYR:H 2.02 0.58
1:A:232:ARG:HG3 1:A:232:ARG:NH1 2.19 0.58
3:C:227:GLU:OFE]1 3:C:227:GLU:N 2.36 0.58
8:V:200:LYS:HE3 9:W:140:SER:O 2.03 0.58
Continued on next page...
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1:A:79:SER:HB2 1:A:165:ILE:HD12 1.86 0.58
2:B:181:LYS:HG3 2:B:184:MET:HG3 1.85 0.58
12:L:4:LEU:CD1 12:1.:138:LEU:HD21 2.34 0.58
10:X:6:ILE:HD11 10:X:154:LEU:HD23 1.86 0.58
12:7:151:VAL:O 12:7:155:VAL:HG23 2.04 0.58
6:T:237:GLN:O 6:T:240:ILE:HG22 2.03 0.58
4:D:161:ASN:HB3 4:D:180: TRP:CE2 2.39 0.58
10:X:6:ILE:CD1 10:X:154:LEU:HD23 2.34 0.58
1:0:112:LEU:O 1:0:116:VAL:HG23 2.03 0.58
8:V:208:ARG:HG3 16:V:1135:HOH:O 2.03 0.58
11:K:211:GLY:HA2 8:V:214:LEU:HD22 1.83 0.58
13:M:57:ARG:NE 16:M:621:HOH:O 2.37 0.58
4:R:85:ALA:O 4:R:89:ILE:HG12 2.03 0.58
4:R:75:GLY:HA3 4:R:221:PHE:CD2 2.39 0.58
6:F:173:LYS:O 6:F:177:GLU:HG3 2.04 0.58
3:C:101:LEU:HD11 10:J:57:GLU:HB3 1.86 0.58
5:5:41:ARG:NH1 5:5:42:SER:O 2.37 0.58
9:I:14.1LE:HG23 9:1:34:ILE:HD13 1.84 0.58
10:J:6:ILE:CD1 10:J:154:LEU:HD23 2.34 0.58
2:P:15:PHE:N 3:Q:23:GLN:HE22 1.97 0.58
9:W:137:-MET:CE 9:W:141:LEU:HD11 2.34 0.58
4:R:40:1LE:HD13 4:R:192:LEU:HD23 1.86 0.58
3:Q:190:VAL:HG13 3:Q:212:ILE:HG21 1.86 0.58
3:Q:101:LEU:HD11 10:X:57:GLU:HB3 1.84 0.58
4:D:75:GLY:HA3 4:D:221:PHE:CD2 2.37 0.58
11:Y:200:LYS:HE3 11:Y:206:PHE:O 2.03 0.58
2:B:121:GLN:HG2 3:C:83:ALA:HBI1 1.86 0.57
1:0:202:VAL:HG21 1:0:206:PHE:CD1 2.39 0.57
14:N:157:HIS:HD2 14:2:140:LYS:NZ 2.02 0.57
3:C:232: TYR:O 3:C:236:ILE:HG13 2.04 0.57
3:C:241:GLN:C 3:C:243:GLN:H 2.08 0.57
3:Q:232:'TYR:O 3:Q:236:ILE:HG13 2.04 0.57
5:5:136:LEU:HB2 5:5:151:PHE:HB3 1.86 0.57
10:J:133:TYR:OH 10:X:24:ILE:O 2.21 0.57
11:K:143:LYS:HB2 11:K:146:LEU:CD1 2.34 0.57
2:B:238:ILE:O 2:B:239: THR.:O 2.21 0.57
1:A:69:LEU:HD23 1:A:69:LEU:C 2.25 0.57
4:R:15:PHE:HB2 5:5:23:GLN:OE1 2.04 0.57
14:N:140:LYS:NZ 14:2:157:HIS:HD?2 2.02 0.57
2:B:146:TYR:HE1 2:B:215:ILE:HG22 1.68 0.57
6:T:90:ASN:O 6:1:94:GLU:HG3 2.04 0.57
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Atom-1 Atom-2 distance (A) | overlap (A)
14:N:120:HIS:HA 16:N:1107:HOH:O 2.04 0.57
10:X:127:HIS:O 16:X:1164:HOH:O 2.17 0.57
2:B:185:LYS:HE2 2:B:187:ASP:0OD1 2.04 0.57
7:U:100:ARG:HG3 7:U:100:ARG:NH1 2.19 0.57
12:L:139:ASP:O 12:L:14(A):LYS:HG2 2.04 0.57
1:A:142:ASP:OD1 1:A:145:ASN:HB2 2.04 0.57
11:Y:142:TYR:C 11:Y:143:LYS:HD?2 2.23 0.57
11:Y:45:MET:HG3 11:Y:52:CYS:HB3 1.86 0.57
3:C:151:THR:HG22 3:C:157:TYR:HB3 1.84 0.57
5E:78:LEU:HD12 5:E:78:LEU:C 2.25 0.57
11:K:6:PHE:HA 11:K:123:ASP:O 2.04 0.57
5:E:136:LEU:HB2 5:E:151:PHE:HB3 1.87 0.57
11:Y:111:TYR:OH 16:Y:471:HOH:O 2.16 0.57
2:P:38:ILE:HD12 2:P:197.LEU:HG 1.86 0.57
1:A:202:VAL:HG21 1:A:206:PHE:CD1 2.39 0.57
10:J:133: TYR:CE2 10:J:166:MET:HG3 2.39 0.57
3:C:33:ARG:HB2 3:C:33:ARG:HH11 1.64 0.57
1:0:79:SER:HB2 1:0:165:ILE:HD12 1.86 0.57
13:1:112:TYR:HE1 13:1:127:- THR:HG22 1.70 0.57
7:G:170:GLN:HE21 7:G:174:.THR:HG23 1.68 0.57
9:W:2:ILE:HG21 9:W:130:ALA:HB3 1.85 0.57
11:Y:13:ILE:HD12 11:Y:152:LEU:HD23 1.86 0.57
6:F:20(B):GLU:HG3 6:F:20(C):LYS:H 1.68 0.57
3:Q:227:GLU:OE1 3:Q:227:GLU:N 2.37 0.57
5:E:92:.LEU:HD11 5:E:112:ALA:HBI1 1.87 0.57
1:0:150:GLN:O 1:0:157:TYR:HA 2.03 0.57
7:U:170:GLN:HE21 7:U:174: THR:HG23 1.68 0.57
2:P:163:ILE:HG13 2:P:164:SER:N 2.19 0.57
3:Q:241:GLN:C 3:Q:243:GLN:H 2.08 0.57
12:7:-7:ASN:HD22 12:7:-6:PRO:CD 2.17 0.57
2:P:87:ILE:O 2:P:91: THR:HG23 2.04 0.57
2:P:101:LYS:HZ2 10:X:85:GLN:HE22 1.52 0.57
2:B:173:GLN:HG2 3:C:56:LEU:HD12 1.87 0.57
13:1:12:VAL:HG21 13:1:102:ALA:HB1 1.86 0.57
4:D:93:ARG:HD2 16:D:248:HOH:O 2.04 0.57
14:N:106:ASN:O 14:N:107:LYS:HB3 2.03 0.57
13:1:42:VAL:CG2 13:1:178:1LE:HD11 2.35 0.57
5:5:86:ARG:O 5:5:90:ASN:HB2 2.04 0.57
1:0:57:PRO:HG2 7:U:177:GLU:HG2 1.86 0.57
3:Q:57:LYS:HG2 3:Q:208:LYS:NZ 2.20 0.57
9:W:137:-MET:HE3 9:W:141:LEU:CD1 2.34 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)
9:W:192:ARG:HD2 16:W:1258:HOH:O 2.03 0.56
5:E:86:ARG:O 5:E:90:ASN:HB2 2.05 0.56
2:B:225:LYS:HG3 2:B:228:GLU:OE1 2.04 0.56
14:2:106:ASN:O 14:2:107:LYS:HB3 2.04 0.56
2:B:38:ILE:HD12 2:B:197.LEU.HG 1.87 0.56
11:K:45:-MET:HG3 11:K:52:CYS:HB3 1.87 0.56
7:G:7T7:VAL:CG1 7:G:137:'THR:HB 2.35 0.56
10:J:144:PRO:HG3 11:Y:207:ASN:ND2 2.20 0.56
3:Q:121:GLN:HE21 3:Q:122:ARG:N 2.03 0.56
5:E:145:GLY:HA3 16:E:1070:HOH:O 2.03 0.56
1:A:112:LEU:O 1:A:116:VAL:HG23 2.04 0.56
8:H:84:LYS:HD3 16:H:237:HOH:O 2.05 0.56
10:J:6:ILE:HD11 10:J:154:LEU:HD23 1.86 0.56
1:0:6:ASP:0OD2 1:0:8:TYR:HB2 2.05 0.56
11:Y:86:LEU:C 11:Y:86:LEU:HD13 2.25 0.56
4:R:101:LEU:CD1 11:Y:57: THR:HG22 2.35 0.56
11:K:210:ILE:HD13 9:W:30:LYS:HE3 1.87 0.56
5:5:194:VAL:O 5:5:197:ILE:HG22 2.05 0.56
1:0:232:ARG:HG3 1:0:232:ARG:NH1 2.19 0.56
4:R:12(G):GLU:HG2 4:R:125:GLU:H 1.69 0.56
4:R:161:ASN:HB3 4:R:180: TRP:CE2 2.40 0.56
2:B:19:GLY:O 16:B:565:HOH:O 2.17 0.56
13:M:12:VAL:HG21 13:M:102:ALA:HB1 1.86 0.56
2:P:202: THR:CG2 2:P:204:SER:H 2.08 0.56
8:H:35:HIS:CB 8:H:56: THR:HG21 2.28 0.56
1:0:69:LEU:HD23 1:0:69:LEU:C 2.25 0.56
9:W:12:VAL:CG1 9:W:108:PRO:HB3 2.35 0.56
3:C:163:GLN:HG3 3:C:164:THR:N 2.21 0.56
4:D:24:VAL:O 4:D:27:SER:HB3 2.06 0.56
8:H:200:LYS:HE3 9:1:140:SER:O 2.06 0.56
6:F:179:LEU:HD11 6:F:192:GLN:CG 2.36 0.56
5:E:175:'TYR:HB2 5:E:199:GLN:HG2 1.85 0.56
4:D:12(G):GLU:HG2 4:D:125:GLU:H 1.70 0.56
2:B:228:GLU:O 2:B:232:1LE:HG22 2.05 0.56
12:L:14(C):GLN:HG2 8:V:210:THR:CG2 2.35 0.56
2:P:225:LYS:HG3 2:P:228:GLU:OE1 2.05 0.56
11:K:99:THR:HG22 11:K:113:VAL:O 2.05 0.56
7:U:17(D):SER:O 7:U:17(E):LYS:HB2 2.05 0.56
10:X:136:SER:HA 16:X:559:HOH:O 2.06 0.56
7:U:10:ARG:HG2 7:U:22:TYR:CD2 2.40 0.56
2:P:228:GLU:O 2:P:232:1LE:HG22 2.06 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:72:PRO:HD3 16:H:1303:HOH:O 2.04 0.56
1:A:186:LEU:O 1:A:190:ILE:HG13 2.05 0.56
1:A:6:ASP:0D2 1:A:8:TYR:HB2 2.05 0.56
13:M:112:TYR:HE1 13:M:127:THR:HG22 1.71 0.56
3:C:15:PHE:N 4:D:23:GLN:HE22 1.99 0.56
2:P:185:LYS:HE2 2:P:187:ASP:OD1 2.06 0.56
14:N:14:LEU:O 14:N:175:MET:HA 2.04 0.56
4:R:177:LEU:HD22 5:5:58:LEU:HD13 1.88 0.56
14:2:28:ASN:HA 16:2:199:HOH:O 2.06 0.56
&:H:210: THR:CG2 12:7:14(C):GLN:HG2 2.36 0.56
6:F:171:SER:O 6:F:174:ALA:HB3 2.05 0.56
5:E:194:VAL:O 5:E:197:.ILE:HG22 2.06 0.56
3:Q:55: THR:HG22 3:Q:56:LEU:HD22 1.88 0.56
6:T:171:SER:O 6:1T:174:ALA:HB3 2.05 0.56
11:K:86:LEU:HD13 11:K:86:LEU:C 2.26 0.56
3:Q:112:LEU:O 3:Q:116:VAL:HG23 2.06 0.56
&:V:8:PHE:HB2 &:V:146:LEU:O 2.05 0.56
3:Q:76:LEU:HD12 3:Q:138:ILE:HG12 1.88 0.56
6:T1T:179:LEU:HD21 6:T:192:GLN:CG 2.36 0.55
9:1:12:VAL:CG1 9:1:108:PRO:HB3 2.35 0.55
11:Y:66:HIS:HA 16:Y:1210:HOH:O 2.06 0.55
8:H:165:ASN:ND2 13:1:139:ARG:HH11 2.01 0.55
13:M:40:ASN:ND2 13:M:40:ASN:N 2.55 0.55
2:P:112:LEU:HD23 2:P:112:.LEU:.C 2.26 0.55
&:H:147: THR:HG23 &:H:150:GLU:OE1 2.05 0.55
1:A:29:THR:O 1:A:33:GLN:HG2 2.06 0.55
6:1:20(B):GLU:HG3 6:1:20(C):LYS:H 1.69 0.55
12:7:11:PHE:O 12:7:108:GLY:HA3 2.06 0.55
14:2:14:LEU:O 14:2:175:MET:HA 2.05 0.55
9:I.6:MET:HB3 9:I:151:LEU:HD11 1.87 0.55
13:M:211:1LE:HG12 16:M:544:HOH:O 2.06 0.55
3:C:76:LEU:HD22 3:C:89:ILE:HG12 1.89 0.55
6:T:147:HIS:HD2 16:T:242:HOH:O 1.88 0.55
11:Y:18:SER:HA 11:Y:33:LYS:HE3 1.88 0.55
3:Q:224:LEU:HD12 3:Q:224:LEU:N 2.22 0.55
10:X:4:LEU:HD23 10:X:126:ALA:HB2 1.88 0.55
7:U:8:TYR:C 7:U:10:ARG:H 2.10 0.55
12:1:185:ARG:HA 16:1:1212:HOH:O 2.04 0.55
14:N:8:PHE:CE1 14:N:10:ASP:HB2 2.42 0.55
10:J:-1:MET:CG 10:J:1:ASP:H 2.12 0.55
7:U:87:ASN:HD22 7:U:88:ALA:N 2.04 0.55
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Atom-1 Atom-2 distance (A) | overlap (A)
13:1:205:GLY:HA3 13:1:209:GLN:HB3 1.89 0.55
12:7:139:ASP:O 12:7:14(A):LYS:HG2 2.06 0.55
3:C:57:LYS:HG2 3:C:208:LYS:NZ 2.22 0.55
14:N:84:LYS:HG3 14:N:119:VAL:CG2 2.37 0.55
5:E:41:ARG:NHI1 5:E:42:SER:O 2.39 0.55
11:Y:156:LYS:HE?2 11:Y:190:HIS:CD2 2.42 0.55
1:A:130:ARG:HG2 7:G:125:GLN:HG3 1.89 0.55
12:1.:90:LYS:HD3 12:L:95:TYR:CE1 2.41 0.55
11:K:7:ARG:HG3 11:K:12:.ILE:HG12 1.89 0.55
14:2:112: THR:HG22 14:2:120:HIS:HB2 1.89 0.55
6:F:179:LEU:HD21 6:F:192:GLN:CG 2.35 0.55
1:A:173:LYS:O 1:A:177:GLU:HG3 2.07 0.55
11:Y:174:ASN:ND2 11:Y:189:ASN:HD22 2.01 0.55
3:Q:172:VAL:HG23 3:Q:196:SER:HB2 1.89 0.55
10:X:32:ASP:0OD2 10:X:34: THR:HG22 2.07 0.55
13:M:17:ASP:HA 13:M:173:PHE:HA 1.89 0.55
1:0:142:ASP:0OD1 1:0:145:ASN:HB2 2.07 0.55
4:D:85:ALA:O 4:D:89:ILE:HG12 2.07 0.55
14:2:36:ARG:HG3 14:2:42: TRP:CZ2 2.41 0.54
12:L:-6:PRO:O 13:M:91:ARG:NH1 2.40 0.54
11:K:73:ARG:NH2 11:K:104:TYR:O 2.40 0.54
3:C:190:VAL:HG13 3:C:212:ILE:HG21 1.89 0.54
9:W:28:SER:HB2 10:X:120:VAL:HG21 1.89 0.54
5:E:21:LEU:HA 16:E:346:HOH:O 2.06 0.54
2:B:87:ILE:O 2:B:91: THR:HG23 2.06 0.54
7:G:17(D):SER:O 7:G:17(E):LYS:HB2 2.07 0.54
10:J:66:TYR:CE2 10:J:74:LEU:HG 2.43 0.54
4:D:219:ASP:0O 4:D:222:LYS:HE2 2.06 0.54
14:2:84:LYS:HG3 14:2:119:VAL:CG2 2.37 0.54
11:Y:7:ARG:HG3 11:Y:12:1ILE:HG12 1.88 0.54
3:C:121:GLN:HE21 3:C:122:ARG:N 2.05 0.54
12:1.:192:LYS:HE3 8:V:195:ASN:HB3 1.89 0.54
7:U:228:ASN:HB3 16:U:242:HOH:O 2.07 0.54
14:N:65:LEU:HG 14:N:69:GLN:HE21 1.70 0.54
11:Y:12:]ILE:HG13 11:Y:108:PRO:HB3 1.89 0.54
1:0:173:LYS:O 1:0:177:GLU:HG3 2.07 0.54
1:0:186:LEU:O 1:0:190:ILE:HG13 2.07 0.54
13:M:41: THR:OG1 13:M:76:PRO:HG3 2.08 0.54
14:2:48:SER:HB3 14:2:51:ASP:HB2 1.90 0.54
9:W:143:GLU:HG3 9:W:146:LEU:HD21 1.90 0.54
3:Q:14:ILE:HB 4:R:23:GLN:NE2 2.23 0.54
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Atom-1 Atom-2 distance (A) | overlap (A)
9:1:29:ASN:HD22 9:1:29:ASN:N 1.99 0.54
6:T:192:GLN:O 6:T:196:ILE:HG13 2.07 0.54
2:P:136:PHE:O 2:P:150: THR:HA 2.08 0.54
1:0:225: THR:OG1 1:0:228:GLU:HG3 2.07 0.54
12:1:151:VAL:O 12:L:155:VAL:HG23 2.07 0.54
1:0:29:THR:O 1:0:33:GLN:HG2 2.07 0.54
3:C:57:.LYS:O 3:C:58:LEU:HB2 2.08 0.54
7:U:59:LEU:O 7:U:61:PRO:HD3 2.06 0.54
3:C:224:LEU:N 3:C:224:LEU:HD12 2.23 0.54
14:N:48:SER:HB3 14:N:51:ASP:HB2 1.89 0.54
8:H:167:LEU:HD22 12:7:167:ILE:O 2.07 0.54
7:U:151:THR:HG22 7:U:157'TYR:HB2 1.89 0.54
13:M:91:ARG:HG3 13:M:92:SER:N 2.22 0.54
12:7:-5:TYR:CD2 12:7:96:TYR:HB2 2.43 0.54
5:5:18(C):PHE:HA 5:5:18(F):ILE:HG13 1.90 0.54
3:C:182:PRO:O 3:C:184:ALA:N 2.41 0.54
2:B:112:.LEU:C 2:B:112:LEU:HD23 2.28 0.54
3:C:14:ILE:HB 4:D:23:GLN:NE2 2.23 0.54
13:1:40:ASN:ND2 13:1:40:ASN:N 2.55 0.54
7:G:87:ASN:HD22 7:G:88:ALA:N 2.05 0.54
11:K:12:ILE:HG13 11:K:108:PRO:HB3 1.89 0.54
7:G:151: THR:HG22 7:G:157:TYR:HB2 1.90 0.54
4:D:112:LEU:O 4:D:116:VAL:HG23 2.08 0.54
3:C:55: THR:HG22 3:C:56:LEU:HD22 1.90 0.54
9:W:81:GLN:NE2 9:W:81:GLN:HA 2.22 0.54
5:S:185:ASN:OD1 5:5:188:GLU:HG2 2.08 0.54
7:U:16:SER:HA 16:U:584:HOH:O 2.07 0.54
14:N:136:GLY:CA 14:2:161:GLN:HE21 2.08 0.54
13:M:42:VAL:CG2 13:M:178:1LE:HD11 2.38 0.54
2:P:238:ILE:O 2:P:239: THR:O 2.26 0.54
12:7:34:VAL:HG12 12:7:176:LEU:HD22 1.89 0.54
6:F:40:ILE:HD12 6:F:193:ALA:HB2 1.90 0.54
8:V:148:LYS:O 8:V:152:ILE:HG13 2.08 0.54
1:A:7:ARG:HB2 2:B:5:SER:OG 2.08 0.54
9:1:28:SER:HB2 10:J:120: VAL:HG21 1.88 0.54
10:X:133:TYR:CE2 10:X:166:MET:CG 2.92 0.53
2:P:224:PHE:N 2:P:224.PHE:CD2 2.74 0.53
12:L:11:PHE:O 12:1.:108:GLY:HA3 2.07 0.53
6:T:53:LEU:HD11 6:T:205:ASN:OD1 2.08 0.53
13:M:17:ASP:HA 13:M:173:PHE:CB 2.38 0.53
11:K:208:ASN:ND2 9:W:29:ASN:HD21 2.06 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)
6:1:179:LEU:HD11 6:1:192:GLN:CG 2.37 0.53
3:Q:71:ASP:HA 10:X:68:ILE:HD11 1.90 0.53
7:U:.7T7:-VAL:CG1 7:U:137:-THR:HB 2.38 0.53
10:J:74:LEU:-HD22 10:J:78:ALA:CB 2.39 0.53
8:H:78:SER:O 8:H:82:MET:HG3 2.07 0.53
2:P:229:ILE:O 2:P:233:LEU.HB2 2.07 0.53
7:G:186: TRP:O 7:G:190:VAL:HG23 2.08 0.53
6:F:187:ARG:HB2 16:F:698:HOH:O 2.07 0.53
5:5:47:-VAL:HG12 5:5:48:LEU:N 2.23 0.53
3:Q:228:GLU:O 3:Q:232:TYR:HD1 1.91 0.53
3:Q:76:LEU:HD22 3:Q:89:1LE:HG12 1.91 0.53
5:E:18(C):PHE:HA 5:E:18(F):ILE:HG13 1.90 0.53
5:E:185:ASN:OD1 5:E:188:GLU:HG2 2.08 0.53
13:1:14(C):ARG:HG3 | 13:1:14(C):ARG:HH11 1.72 0.53
6:1:35: THR:CG2 6:1:36: THR:N 2.70 0.53
1:A:67:VAL:HB 1:A:223:LYS:HZ1 1.72 0.53
5:E:47:VAL:HG12 5:E:48:LEU:N 2.22 0.53
6:T:172:ALA:C 6:T:176:LEU:HD23 2.29 0.53
4:R:156: THR:HG22 5:5:83:PRO:HD3 1.90 0.53
3:C:76:LEU:HD12 3:C:138:ILE:HG12 1.91 0.53
5:S:71:ASP:0OD1 5:5:96:CYS:HB3 2.09 0.53
1:A:85:TYR:O 1:A:89:VAL:HG23 2.09 0.53
4:D:79:SER:HB3 4:D:165:ILE:HD12 1.91 0.53
9:W:6:MET:HB3 9:W:151:LEU:HD11 1.89 0.53
3:Q:15:PHE:N 4:R:23:GLN:HE22 1.98 0.53
11:K:208:ASN:HD21 9:W:29:ASN:HD21 1.55 0.53
9:1:30:LYS:HE3 11:Y:210:ILE:HD13 1.90 0.53
13:1:112:TYR:CE1 13:1:127: THR:HG22 2.44 0.53
3:C:112:LEU:O 3:C:116:VAL:HG23 2.09 0.53
12:1:1(I1):ASN:O 12:1:14(K):LYS:HG2 2.09 0.53
8:H:174:ASP:0D2 8:H:189:ARG:NH1 2.37 0.53
&:V:147:THR:HG23 8:V:150:GLU:OE1 2.08 0.53
1:A:15:PHE:HB2 2:B:23:GLN:NE2 2.24 0.53
8:H:211:THR:HA 16:7:781:HOH:O 2.07 0.53
16:T1:515:HOH:O 7:U:130:ARG:HB2 2.06 0.53
6:T:95:GLU:OE1 6:T:115:ARG:HD?2 2.09 0.53
10:J:52:THR:CG2 10:J:53:VAL:H 2.22 0.53
7:U:225:SER:H 7:U:228:ASN:HB2 1.74 0.53
4:R:45:GLY:HA2 4:R:146:TYR:CE1 2.44 0.53
8:H:195:ASN:HB3 12:7:192:LYS:HE3 1.91 0.53
3:C:15:PHE:H 4:D:23:GLN:NE2 2.00 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)
6:F:115:ARG:HG2 16:F:382:HOH:O 2.09 0.53
11:Y:210:ILE:N 16:Y:1226:HOH:O 2.34 0.53
12:7:147:SER:O 12:7:151:VAL:HG23 2.08 0.53
10:J:141:HIS:HB2 10:J:154:LEU:HD11 1.91 0.53
3:Q:46:VAL:HG11 3:Q:139:ALA:HB1 1.91 0.53
12:7Z:177:ILE:HD12 12:7Z:177:ILE:N 2.23 0.53
9:1:81:GLN:HA 9:1:81:GLN:NE2 2.23 0.53
2:B:229:ILE:O 2:B:233:LEU:HB2 2.08 0.53
12:7:1(I):ASN:O 12:7:14(K):LYS:HG2 2.08 0.53
13:M:205:GLY:HA3 13:M:209:GLN:HB3 1.91 0.53
2:P:63: THR:HG22 2:P:63: THR:O 2.09 0.53
12:7:95:TYR:O 12:7:97:VAL:N 2.41 0.53
2:P:156:ASN:HD22 2:P:157'TYR:N 2.07 0.53
3:C:46:VAL:HG11 3:C:139:ALA:HB1 1.91 0.53
7:G:100:ARG:HG3 7:G:100:ARG:HH11 1.74 0.53
7:G:8:TYR:C 7:G:10:ARG:H 2.10 0.53
12:1.:43:MET:HG2 12:1:44:SER:N 2.24 0.53
10:X:74:LEU:HD22 10:X:78:ALA:CB 2.38 0.53
10:J:17:SER:HB2 10:J:170:PHE:HB2 1.91 0.53
2:B:63: THR:HG22 2:B:63: THR:O 2.09 0.53
1:0:212:LEU:C 1:0:212:LEU:HD23 2.30 0.53
3:Q:105:ASP:0OD2 3:Q:106:PRO:HD2 2.09 0.52
2:B:156:ASN:HD22 2:B:157:TYR:N 2.07 0.52
8:H:5:GLY:O 8:H:124:TYR:HA 2.09 0.52
1:0:113:VAL:HG22 1:0:138:ILE:HD12 1.90 0.52
1:A:212:LEU:HD23 1:A:212:LEU:C 2.29 0.52
8:V:196:VAL:HG23 16:V:652:HOH:O 2.09 0.52
1:A:46:VAL:HG11 1:A:139:ALA:HB1 1.90 0.52
&:H:126:SER:O 8:H:127:LEU:HD23 2.09 0.52
4:R:112:LEU:C 4:R:112:LEU:HD13 2.30 0.52
3:C:172:VAL:HG23 3:C:196:SER:HB2 1.89 0.52
10:X:52: THR:CG2 10:X:53:VAL:H 2.20 0.52
4:R:24:VAL:O 4:R:27:SER:HB3 2.09 0.52
9:[:176: TYR:CE1 9:1:186:LYS:HD2 2.44 0.52
2:B:97:GLN:NE2 2:B:97:GLN:HA 2.24 0.52
1:A:110:LYS:HG2 16:A:285:HOH:O 2.08 0.52
4:R:160:TYR:CG 4:R:163:LYS:HB2 2.44 0.52
14:N:112: THR:HG22 14:N:120:HIS:HB2 1.91 0.52
3:Q:57:LYS:HG2 3:Q:208:LYS:HZ3 1.73 0.52
3:Q:182:PRO:O 3:Q:184:ALA:N 2.42 0.52
8:V:112:SER:HB3 8:V:125:LEU:HD13 1.92 0.52
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9:1:143:GLU:HG3 9:1:146:LEU:HD21 1.90 0.52
3:Q:125:GLN:NE2 16:Q:872:HOH:O 2.41 0.52
6:F:237:GLN:O 6:F:240:1LE:HG22 2.09 0.52
11:K:174:ASN:HD21 11:K:189:ASN:ND2 2.03 0.52
13:1:105:GLN:HG3 16:1:769:HOH:O 2.09 0.52
10:J:4:LEU:HD23 10:J:126:ALA:HB2 1.91 0.52
1:0:38:LEU:HD12 1:0:38:LEU:C 2.29 0.52
4:R:79:SER:HB3 4:R:165:ILE:HD12 1.92 0.52
7:G:142:ASP:0OD2 7:G:144:LEU:N 2.42 0.52
1:0:46:VAL:HG11 1:0:139:ALA:HB1 1.90 0.52
4:R:219:ASP:0O 4:R:222:LYS:HE2 2.09 0.52
6:T1:35:THR:HG23 6:T:36: THR:N 2.23 0.52
3:Q:33:ARG:NH1 3:Q:33:ARG:CB 2.67 0.52
6:F:53:LEU:HD11 6:F:205:ASN:OD1 2.10 0.52
7:GG:228:ASN:HB3 16:G:255:HOH:O 2.08 0.52
9:W:41:VAL:HG22 9:W:76:PRO:HG3 1.90 0.52
12:7:43:MET:HG2 12:7:44:SER:N 2.24 0.52
1:A:6:ASP:OD1 7:G:126:ARG:NH2 2.40 0.52
4:D:123:PHE:CZ 4:D:131:PRO:HG3 2.44 0.52
11:K:25:TRP:CH2 12:1L:132:SER:HA 2.45 0.52
11:K:174:ASN:ND2 11:K:189:ASN:HD22 2.05 0.52
14:N:36:ARG:HG3 14:N:42: TRP:CZ2 2.44 0.52
9:1:29:ASN:HD21 11:Y:208:ASN:HD21 1.56 0.52
10:J:146:MET:-HE3 10:J:150: GLU:HB3 1.92 0.52
2:P:222:LYS:NZ 2:P:228:GLU:OE2 2.43 0.52
13:M:112:TYR:CE1 13:M:127:THR:HG22 2.45 0.52
1:A:225:THR:0OG1 1:A:228:GLU:HG3 2.10 0.52
14:N:176:VAL:HG12 14:N:178:LEU:HD13 1.92 0.52
11:K:18:SER:HA 11:K:33:LYS:HE3 1.91 0.52
13:1:169:SER:HB2 16:1:295:HOH:O 2.10 0.52
3:Q:151: THR:HG22 3:Q:157:-TYR:HB3 1.90 0.52
3:C:105:ASP:0OD2 3:C:106:PRO:HD2 2.10 0.52
13:1:113:VAL:HA 13:1:118:VAL:O 2.10 0.52
1:A:38:LEU:HD12 1:A:38:LEU:C 2.29 0.52
9:1:15:ALA:CB 9:1:175:VAL:HG22 2.39 0.52
2:B:163:1ILE:HG13 2:B:164:SER:H 1.74 0.52
10:X:141:HIS:HB2 10:X:154:LEU:HD11 1.92 0.52
9:I:2.ILE:HG22 9:1:128:GLY:HA3 1.91 0.52
6:F:109:ILE:HG21 6:F:147:HIS:HB2 1.92 0.52
9:W:12:VAL:HG13 9:W:108:PRO:HB3 1.92 0.52
5:S5:111:ARG:HH11 5:S:111:ARG:HG2 1.75 0.52
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Atom-1 Atom-2 distance (A) | overlap (A)
11:K:20:ALA:HB2 11:K:31:VAL:HG21 1.92 0.52
12:7:114:ASP:HB2 12:7:118:SER:HB3 1.92 0.52
2:P:97:GLN:HA 2:P:97:GLN:NE2 2.24 0.52
1:0:121:GLN:O 1:0:124. THR:HB 2.10 0.51
5:5:75:GLY:HA3 5:5:221:PHE:CZ 2.45 0.51
4:R:52:LYS:HB2 4:R:20(B):ASN:HA 1.91 0.51
4:D:160: TYR:CG 4:D:163:LYS:HB2 2.45 0.51
8:V:20:SER:HB3 8:V:28:ASP:HB3 1.92 0.51
10:J:52:THR:CG2 10:J:53:VAL:N 2.73 0.51
10:X:52: THR:CG2 10:X:53:VAL:N 2.73 0.51
11:Y:38:ASN:OD1 11:Y:38:ASN:C 2.48 0.51
7:G:151:THR:HG22 7:G:157:TYR:CB 2.40 0.51
7:U:158:VAL:HG22 7:U:159:GLY:N 2.25 0.51
6:1T:40:ILE:HD12 6:1T:193:ALA:HB2 1.92 0.51
4:R:86:ARG:HB2 16:R:1021:HOH:O 2.09 0.51
11:Y:10(A):ARG:HG2 | 11:Y:10(A):ARG:HH11 1.75 0.51
2:B:224:PHE:CD2 2:B:224:PHE:N 2.74 0.51
7:U:233:LEU:O 7:U:236:1LE:HG13 2.10 0.51
3:Q:163:GLN:NE2 3:Q:164: THR:H 2.06 0.51
12:1:147:SER:O 12:L:151:VAL:HG23 2.10 0.51
4:R:123:PHE:CZ 4:R:131:PRO:HG3 2.45 0.51
9:1:29:ASN:HD21 11:Y:208:ASN:ND2 2.07 0.51
12:1:123:GLN:CG 12:1:145:TYR:OH 2.57 0.51
13:M:35:ILE:N 13:M:35:ILE:HD12 2.25 0.51
12:7:49:ALA:HB3 13:1:118:VAL:HG13 1.93 0.51
2:B:141:TYR:C 2:B:141:TYR:CD1 2.84 0.51
3:C:75:VAL:HG13 3:C:221:ILE:HD13 1.92 0.51
2:P:163:ILE:HG13 2:P:164:SER:H 1.76 0.51
14:2:176:VAL:HG12 14:2:178:LEU:HD13 1.92 0.51
12:1.:-8:PHE:CB 13:M:-8: THR:HG23 2.41 0.51
9:1:41:VAL:HG22 9:1:76:PRO:HG3 1.93 0.51
13:1:17:ASP:HA 13:1:173:PHE:HA 1.91 0.51
4:D:40:ILE:HD13 4:D:192:LEU:HD23 1.91 0.51
9:1:12:VAL:HG13 9:1:108:PRO:HB3 1.93 0.51
12:L:14(H):GLY:C 12:L:1(I):ASN:H 2.13 0.51
11:Y:99: THR:HG22 11:Y:113:VAL:O 2.10 0.51
9:1:104:ILE:HB 16:1:202:HOH:O 2.10 0.51
8:V:63:ILE:HG23 &:V:74:PRO:HB3 1.92 0.51
12:7:123:GLN:CG 12:7:145:TYR:OH 2.58 0.51
7:G:172:1LE:HD13 7:G:197:MET:HE1 1.93 0.51
11:Y:73:ARG:NH2 11:Y:104: TYR:O 2.43 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)
5:5:136:LEU:HD12 5:5:151:PHE:CD2 2.46 0.51
4:R:207:LEU:C 4:R:207:LEU:HD23 2.30 0.51
13:M:125:LEU:HA 16:M:224:HOH:O 2.09 0.51
3:Q:87:1LE:N 3:Q:87:1LE:HD12 2.26 0.51
11:K:7:ARG:HD2 11:K:108:PRO:O 2.11 0.51
12:L:14(H):GLY:O 12:L:1(I):ASN:N 2.43 0.51
10:J:168:MET:HE2 10:X:168:MET:HE2 1.93 0.51
14:N:161:GLN:O 14:N:164:LYS:HB3 2.11 0.51
10:X:39:PRO:HG2 10:X:73:GLU:OE2 2.10 0.51
11:K:38:ASN:OD1 11:K:38:ASN:C 2.49 0.51
6:F:187:ARG:HH12 6:F:228:LEU:HD13 1.76 0.51
1:A:32:LYS:HE2 1:A:32:LYS:HA 1.93 0.51
4:R:81:LEU:HB3 16:R:599:HOH:O 2.10 0.51
10:X:2:ILE:O 10:X:16:SER:HA 2.11 0.51
9:W:2:ILE:HG22 9:W:128:GLY:HA3 1.93 0.51
14:2:8:PHE:CE1 14:2:10:ASP:HB2 2.46 0.51
9:W:45:1LE:HB 9:W:52:VAL:HG13 1.93 0.51
11:Y:20:ALA:HB2 11:Y:31:VAL:HG21 1.92 0.51
5:5:15:PHE:H 6:T:23:GLN:HE22 1.59 0.51
3:Q:163:GLN:HG3 3:Q:164: THR:N 2.25 0.51
3:Q:201:VAL:HG21 3:Q:210:ILE:CD1 2.41 0.51
3:Q:57:LYS:O 3:Q:58:LEU:HB2 2.10 0.51
14:2:37:VAL:CG2 14:2:41:ILE:HG22 2.41 0.51
11:K:44: THR:OG1 11:K:100:MET:HB2 2.11 0.51
2:P:78:VAL:HG11 2:P:85:ALA:HB2 1.91 0.51
6:F:35: THR:CG2 6:F:36: THR:N 2.74 0.50
2:B:136:PHE:O 2:B:150: THR:HA 2.10 0.50
10:X:66: TYR:CE2 10:X:74:LEU:HG 2.46 0.50
8:H:214:LEU:HD22 11:Y:211:GLY:HA2 1.93 0.50
10:J:39:PRO:HG2 10:J:73:GLU:OE2 2.11 0.50
5:5:162:GLY:O 5:5:163: THR:HB 2.10 0.50
4:D:207:LEU:HD23 4:D:207:LEU:C 2.31 0.50
7:G:55:PRO:HG2 7:G:56:ASP:H 1.76 0.50
5:E:75:GLY:HA3 5:E:221:PHE:CZ 2.46 0.50
12:7:-5:TYR:CE2 12:7:96:TYR:HB2 2.47 0.50
7:G:233:LEU:O 7:G:236:ILE:HG13 2.12 0.50
10:J:168:MET:HA 10:J:168:MET:HE2 1.93 0.50
1:0:32:LYS:HE2 1:0:32:LYS:HA 1.93 0.50
6:T:93:ARG:NH1 16:T:378:HOH:O 2.42 0.50
14:N:145:ASN:N 16:N:601:HOH:O 2.43 0.50
8:H:148:LYS:O 8:H:152:1LE:HG13 2.11 0.50
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Atom-1 Atom-2 distance (A) | overlap (A)
13:M:179:ASP:HB3 13:M:18(A):THR:OG1 2.10 0.50
7:U:55:PRO:HG2 7:U:56:ASP:H 1.77 0.50
14:N:37:VAL:CG2 14:N:41:.1ILE:HG22 2.41 0.50
13:1:170:SER:HA 16:1:1294:HOH:O 2.10 0.50
6:F:35: THR:HG23 6:F:36: THR:N 2.25 0.50
2:P:134:VAL:O 2:P:153:PRO:HD3 2.12 0.50
12:7:14(H):GLY:C 12:7:1(1):ASN:H 2.15 0.50
14:2:1:THR:HG23 14:2:33:LYS:HD3 1.92 0.50
2:B:78:VAL:HG11 2:B:85:ALA:HB2 1.92 0.50
6:F:203:GLU:O 6:F:206:LYS:HD2 2.11 0.50
10:X:138:LEU:HD21 10:X:158:CYS:SG 2.51 0.50
2:B:222:LYS:NZ 2:B:228:GLU:OE2 2.44 0.50
1:A:26:TYR:CD1 1:A:26:TYR:N 2.79 0.50
1:0:62:GLU:C 1:0:64:LEU:H 2.14 0.50
16:1:1339:HOH:O 13:1:67:ALA:HB3 2.12 0.50
6:T:158: TRP:CZ3 7:U:64:VAL:HA 2.46 0.50
2:B:101:LYS:NZ 10:J:85:GLN:HE22 2.08 0.50
12:L:-5:TYR:CD2 12:1:96: TYR:HB2 2.47 0.50
13:M:164:TYR:O 14:2:26:ILE:HD12 2.12 0.50
5:E:162:GLY:O 5:E:163:THR:HB 2.12 0.50
1:0:58:LEU:HD12 7:U:173: THR:HG23 1.93 0.50
14:N:157:HIS:HD2 14:2:140:LYS:HZ1 1.56 0.50
3:Q:241:GLN:O 3:Q:243:GLN:N 2.40 0.50
14:2:1: THR:HG23 14:2:33:LYS:NZ 2.27 0.50
4:R:12:VAL:CG2 4:R:12(A):GLY:HA2 2.42 0.50
2:B:17:PRO:HA 3:C:26:TYR:CE1 2.45 0.50
5:5:177:GLU:OFE1 6:T:56:SER:HB2 2.12 0.50
6:T:130:ARG:HG2 6:1:130:ARG:HH11 1.76 0.50
6:T:122:ALA:HA 6:T:125:LEU:HD12 1.93 0.50
6:F:122:ALA:HA 6:F:125:LEU:HD12 1.94 0.50
2:B:156:ASN:ND2 2:B:157:TYR:N 2.60 0.50
5:5:132:TYR:HD1 16:S:1059:HOH:O 1.94 0.50
12:L:109:ALA:HB2 12:1:121:ARG:NH2 2.27 0.50
3:C:228:GLU:O 3:C:232:TYR:HD1 1.94 0.50
1:0:187:GLU:HA 1:0:190:ILE:HD12 1.94 0.50
13:1:17:ASP:HA 13:1:173:PHE:CB 2.41 0.50
4:D:101:LEU:CD1 11:K:57: THR:HG22 2.42 0.50
13:M:14(C):ARG:HH11 | 13:M:14(C):ARG:HG3 1.76 0.50
7:G:191:GLU:HG3 7:G:232:ARG:HG3 1.93 0.50
14:N:1: THR:HG23 14:N:33:LYS:HD3 1.94 0.50
13:M:1:THR:OG1 13:M:2:SER:N 2.44 0.50
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
10:J:144:PRO:HG3 11:Y:207:ASN:HD21 1.74 0.50
7:G:100:ARG:HG3 7:G:100:ARG:NH1 2.25 0.50
12:1:-9:GLN:HE21 13:M:-8: THR:HG21 1.76 0.50
8:V:5:GLY:O &:V:124:TYR:HA 2.12 0.50
8:V:126:SER:O 8:V:127:LEU:HD23 2.12 0.50
6:T:203:GLU:O 6:T:206:LYS:HD2 2.11 0.50
14:2:122:LEU:HD12 14:2:125:ALA:HB2 1.94 0.50
5:E:177:GLU:OE1 6:F:56:SER:HB2 2.11 0.50
3:C:136:THR:O 3:C:150:GLN:HA 2.11 0.50
&:H:20:SER:HB3 8:H:28:ASP:HB3 1.93 0.50
5:5:52:LYS:HB3 5:5:63: TYR:HB3 1.94 0.50
6:T:100:LYS:O 6:T:104:LYS:N 2.43 0.50
11:K:4:LEU:HD11 11:K:15:ALA:HB3 1.94 0.50
2:P:15:PHE:H 3:Q:23:GLN:NE2 1.98 0.50
7:U:236:ILE:HD12 7:U:236:ILE:C 2.32 0.50
11:K:38:ASN:C 11:K:40:PHE:H 2.15 0.50
4:R:160: TYR:HB3 4:R:162:ALA:O 2.12 0.50
4:D:45:GLY:HA2 4:D:146:TYR:CE1 2.46 0.50
3:C:141:PHE:CE1 3:C:217:PRO:HG3 2.47 0.50
1:0:159:PRO:HB2 2:P:60:GLU:HB3 1.94 0.50
7:G:177:GLU:O 7:G:17(B):LYS:HG3 2.11 0.50
5:E:227:GLU:CD 5:E:227:GLU:N 2.65 0.49
4:R:67:ILE:HG22 4:R:221:PHE:HZ 1.77 0.49
1:A:187:GLU:HA 1:A:190:ILE:HD12 1.94 0.49
6:F:179:LEU:CD2 6:F:192:GLN:HG2 2.42 0.49
6:T:192:GLN:NE2 6:T:195:LYS:CE 2.75 0.49
7:U:72:ARG:O 7:U:220:LYS:HA 2.11 0.49
6:F:172:ALA:C 6:F:176:LEU:HD23 2.33 0.49
12:1:34:VAL:HG12 12:1:176:LEU:HD22 1.94 0.49
4:D:67:ILE:HG22 4:D:221:PHE:HZ 1.77 0.49
14:N:84:LYS:HG3 14:N:119:VAL:HG22 1.94 0.49
7:G:10:ARG:HG2 7:G:22: TYR:CD2 2.46 0.49
10:X:17:SER:HB2 10:X:170:PHE:HB2 1.94 0.49
12:7:-9:GLN:HE21 13:1:-8:THR:HG21 1.77 0.49
7:G:21:LEU:HA 16:G:246:HOH:O 2.12 0.49
3:C:40:VAL:HG12 3:C:162:ALA:HB1 1.94 0.49
2:P:27:ALA:O 2:P:31:.1LE:HG13 2.12 0.49
&:V:84:LYS:HE2 8:V:119: THR:HG23 1.94 0.49
9:W:20:LEU:C 9:W:20:LEU:HD13 2.32 0.49
4:R:29:GLU:HA 4:R:29:GLU:OE2 2.12 0.49
2:B:230:LYS:0O 2:B:234:VAL:HG23 2.13 0.49
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Atom-1 Atom-2 distance (A) | overlap (A)
2:P:78:VAL:HG11 2:P:85:ALA:CB 2.42 0.49
2:B:20:ARG:NH1 2:B:20:ARG:HG2 2.27 0.49
1:A:134:VAL:O 1:A:153:PRO:HG3 2.11 0.49
4:R:12(D):ALA:HB3 4:R:126:ARG:HG3 1.94 0.49
2:P:186:VAL:HG21 2:P:216:ARG:CD 2.39 0.49
6:T:103: TYR:O 6:1:104:LYS:HB3 2.12 0.49
9:1:3: VAL:HG22 9:1:16:CYS:HB3 1.93 0.49
4:D:52:LYS:HB2 4:D:20(B):ASN:HA 1.93 0.49
8:H:46:ALA:HA 15:H:7710:SY2:H24A 1.93 0.49
3:Q:15:PHE:H 4:R:23:GLN:NE2 2.00 0.49
2:B:186:VAL:HG21 2:B:216:ARG:CD 2.41 0.49
6:F:127:ASN:HD22 6:F:127:ASN:C 2.15 0.49
9:W:176:TYR:CE1 9:W:186:LYS:HD2 2.48 0.49
5:5:226:GLY:O 5:5:228:ALA:N 2.46 0.49
5:S5:111:ARG:HG2 5:S:111:ARG:NH1 2.28 0.49
2:B:27:ALA:O 2:B:31:ILE:HG13 2.12 0.49
12:1.:114:ASP:HB2 12:1L:118:SER:HB3 1.93 0.49
2:B:202: THR..CG2 2:B:204:SER:H 2.11 0.49
6:T:95:GLU:CD 6:T:115:ARG:HD2 2.33 0.49
11:K:207:ASN:HD21 10:X:144:PRO:HG2 1.76 0.49
2:P:141:TYR:C 2:P:141:TYR:CD1 2.84 0.49
5:5:148:LEU:HD23 5:5:162:GLY:HA2 1.94 0.49
2:B:120:LYS:HZ1 2:B:136:PHE:HD1 1.60 0.49
4:R:160: TYR:CE2 5:5:59:SER:HB3 2.48 0.49
4:R:59:LEU:C 4:R:59:LEU:HD13 2.33 0.49
7:U:173:THR:HG22 7:U:177:GLU:OE2 2.13 0.49
13:M:184:LEU:C 13:M:184:LEU:HD23 2.33 0.49
2:P:20:ARG:NH1 2:P:20:ARG:HG2 2.28 0.49
13:1:1: THR:OG1 13:1:2:SER:N 2.44 0.49
2:B:74:ILE:C 2:B:221:GLN:HE22 2.16 0.49
10:J:133: TYR:CE2 10:J:166:MET:CG 2.96 0.49
2:P:122:GLY:C 2:P:124:THR:H 2.16 0.49
1:0:15:PHE:HB2 2:P:23:GLN:NE2 2.27 0.49
2:P:156:ASN:ND2 2:P:157'TYR:N 2.61 0.49
11:Y:38:ASN:C 11:Y:40:PHE:H 2.16 0.49
12:1L:177:ILE:HD12 12:L:177:ILE:N 2.27 0.49
12:L:176:LEU:CD1 12:1.:186:LYS:HG2 2.43 0.49
1:0:7:ARG:HD3 5:5:127:TYR:CD2 2.47 0.49
4:R:112:LEU:O 4:R:116:VAL:HG23 2.13 0.49
11:K:196:PHE:CE1 9:W:193:GLN:HG3 2.48 0.49
11:Y:21:THR:HG22 11:Y:26:VAL:HA 1.94 0.49
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Atom-1 Atom-2 distance (A) | overlap (A)
8:H:156:SER:O 8:H:160:GLN:HG3 2.13 0.49
9:W:84:SER:HB2 9:W:119:1LE:HD11 1.95 0.49
1:A:113:VAL:HG22 1:A:138:ILE:HD12 1.94 0.49
13:M:211:1LE:HD11 14:2:36:ARG:CD 2.42 0.49
13:1:104:VAL:CG2 13:1:178:ILE:HG22 2.40 0.49
12:L:95:TYR:O 12:L:97:VAL:N 2.42 0.49
7:G:72:ARG:0O 7:G:220:LYS:HA 2.12 0.49
3:Q:197:LEU:O 3:Q:201:VAL:HG23 2.13 0.49
3:C:151:THR:HG22 3:C:157:TYR:CB 2.43 0.49
14:N:107:LYS:HG2 14:N:108:GLY:N 2.27 0.49
14:2:107:LYS:HG2 14:2:108:GLY:N 2.27 0.49
3:C:214:VAL:HG23 3:C:224:LEU:HD11 1.95 0.49
11:Y:25: TRP:CH2 12:7:132:SER:HA 2.47 0.49
8:H:8:PHE:HB2 &:H:146:LEU:O 2.12 0.49
14:N:148:LYS:O 14:N:152: VAL:HG23 2.13 0.49
3:Q:136: THR:O 3:Q:150:GLN:HA 2.11 0.49
4:D:12:VAL:CG2 4:D:12(A):GLY:HA2 2.43 0.49
14:2:161:GLN:O 14:2:164:LYS:HB3 2.13 0.49
6:F:205:ASN:C 6:F:20(B):GLU:H 2.15 0.49
2:P:101:LYS:HA 16:W:530:HOH:O 2.11 0.49
5:5:48:LEU:HG 5:5:139:ILE:HD13 1.95 0.49
1:0:161:LYS:HG3 2:P:58:LEU:O 2.12 0.49
3:Q:75:VAL:HG13 3:Q:221:ILE:HD13 1.95 0.49
5:5:227:GLU:N 5:5:227:GLU:CD 2.66 0.49
2:P:150: THR:CG2 2:P:160: TRP:HE1 2.25 0.49
4:R:79:SER:O 4:R:134:VAL:HG23 2.12 0.49
11:K:172:SER:HA 11:K:192: VAL:HG23 1.95 0.49
4:D:12(D):ALA:HB3 4:D:126:ARG:HG3 1.95 0.49
3:Q:33:ARG:HH11 3:Q:33:ARG:HB3 1.78 0.49
3:C:121:GLN:C 3:C:121:GLN:HE21 2.16 0.49
13:M:57:ARG:HH11 13:M:57:ARG:HG2 1.77 0.49
7:G:225:SER:H 7:G:228:ASN:HB2 1.77 0.49
4:D:39:GLY:O 4:D:162:ALA:HA 2.13 0.49
5:E:22:PHE:O 5:E:25:GLU:N 2.46 0.49
12:L:167:ILE:O 8:V:167:LEU:HD22 2.13 0.49
6:T:136: THR:O 6:T:150:MET:HA 2.12 0.49
9:1:193: GLN:HG3 11:Y:196:PHE:CE1 2.47 0.49
14:2:114:PRO:HD2 14:2:118:SER:O 2.13 0.49
2:B:41:MET:HE3 16:B:240:HOH:O 2.13 0.49
11:K:10(A):ARG:HG2 | 11:K:10(A):ARG:HH11 1.78 0.49
6:1:205:ASN:C 6:1:20(B):GLU:H 2.15 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
4:R:162:ALA:HB3 5:5:58:LEU:HD23 1.94 0.48
14:N:140:LYS:HZ1 14:2:157:HIS:HD?2 1.61 0.48
6:T:109:ILE:HB 6:T:110:PRO:HD3 1.94 0.48
12:7:-8:PHE:CB 13:1:-8:THR:HG23 2.43 0.48
9:1:20:LEU:C 9:1:20:LEU:HD13 2.33 0.48
9:W:15:ALA:CB 9:W:175:VAL:HG22 2.43 0.48
11:K:195:LEU:O 11:K:199:VAL:HG23 2.13 0.48
6:T:186:ALA:O 6:T:190:VAL:HG23 2.13 0.48
13:1:157:ASN:HB3 16:1:558:HOH:O 2.13 0.48
12:7:90:LYS:HD3 12:7:95:TYR:CE1 2.47 0.48
4:R:121:LEU:HA 4:R:123:PHE:CE1 2.48 0.48
8:H:8:PHE:HB3 8:H:151:ALA:HB2 1.95 0.48
1:A:62:GLU:C 1:A:64:LEU:H 2.16 0.48
2:P:66:LYS:O 2:P:77:ALA:HA 2.13 0.48
3:C:201:VAL:HG21 3:C:210:ILE:CD1 2.42 0.48
11:K:200:LYS:HG3 11:K:206:PHE:HB2 1.95 0.48
8:H:63:ILE:HG23 &:H:74:PRO:HB3 1.95 0.48
12:1:163: THR:HG21 16:1:1193:HOH:O 2.13 0.48
10:J:135:PHE:HB3 11:Y:165:ARG:NE 2.28 0.48
14:2:44:CYS:HB2 14:2:100:ILE:HB 1.94 0.48
11:Y:172:SER:HA 11:Y:192: VAL:HG23 1.95 0.48
8:V:174:ASP:0OD2 &:V:189:ARG:NH1 2.40 0.48
6:F:20(B):GLU:CD 6:F:20(C):LYS:HE3 2.34 0.48
2:P:101:LYS:NZ 10:X:85:GLN:NE2 2.60 0.48
7:U:17:PRO:HD3 16:U:584:HOH:O 2.14 0.48
5:E:185:ASN:C 5:E:185:ASN:HD22 2.16 0.48
4:D:79:SER:O 4:D:134:VAL:HG23 2.14 0.48
2:B:127:GLY:N 16:B:710:HOH:O 2.45 0.48
6:T:187:ARG:HH12 6:T:228: LEU:HD13 1.77 0.48
1:0:85:TYR:O 1:0:89:VAL:HG23 2.12 0.48
11:Y:44: THR:OG1 11:Y:100:MET:HB2 2.13 0.48
8:H:72:ARG:HH11 &:H:72:ARG:HG3 1.78 0.48
13:1:160:ARG:HG3 13:1:192: VAL:CG1 2.44 0.48
6:T:127:ASN:HD22 6:1T:127:ASN:C 2.16 0.48
9:W:99:PRO:HB2 9:W:113:PHE:CD2 2.48 0.48
1:A:7:ARG:HD3 5E: 127 TYR:HD2 1.76 0.48
12:7:43:-MET:HB2 12:Z:101:ILE:HG22 1.95 0.48
10:X:168:MET:HA 10:X:168:MET:HE2 1.94 0.48
6:T:18:ASP:N 6:T:18:ASP:0D2 2.37 0.48
5:E:111:ARG:HG2 5:E:111:ARG:HH11 1.79 0.48
8:H:114:HIS:HB?2 16:H:324:HOH:O 2.14 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
11:Y:149:GLU:N 16:Y:973:HOH:O 2.46 0.48
7:G:122:ILE:HG12 16:G:642:HOH:O 2.12 0.48
3:Q:141:PHE:CE1 3:Q:217:PRO:HG3 2.49 0.48
12:1.:113:PHE:CD2 12:1:119:TYR:HB3 2.49 0.48
8:V:105:ASP:HB2 8:V:10(A):PRO:CD 2.43 0.48
13:1:179:ASP:HB3 13:1:18(A):THR:OG1 2.13 0.48
12:L:145:TYR:CD1 12:L:146:LEU:N 2.82 0.48
1:A:175:PHE:O 1:A:179:ARG:HG2 2.12 0.48
5:E:48:LEU:HG 5:E:139:1LE:HD13 1.95 0.48
6:F:187:ARG:NH1 6:F:228:LEU:HD13 2.29 0.48
7:G:173: THR:HG22 7:G:177:GLU:OE2 2.12 0.48
6:T:77:VAL:CG1 6:T1T:137:ILE:HB 2.43 0.48
13:M:85:THR:O 13:M:89:GLN:HG3 2.14 0.48
2:B:71:ASN:CG 2:B:72:ASP:H 2.16 0.48
2:B:150: THR:CG2 2:B:160: TRP:HE1 2.27 0.48
2:B:97:GLN:NE2 16:B:246:HOH:O 2.43 0.48
6:F:43:ASN:HD22 6:F:43:ASN:N 2.11 0.48
2:P:149:TYR:OH 3:Q:62(A):ILE:HB 2.14 0.48
3:Q:65:SER:HB2 16:Q:303:HOH:O 2.14 0.48
6:T:50:VAL:HG22 6:1:51:GLU:N 2.28 0.48
1:A:13:THR:O 2:B:130:ARG:HD3 2.14 0.48
3:C:33:ARG:CB 3:C:33:ARG:NH1 2.69 0.48
3:Q:55:THR:O 3:Q:56:LEU:HD22 2.13 0.48
14:2:15:GLY:HA2 14:2:174:ARG:O 2.13 0.48
11:K:165:ARG:NE 10:X:135:PHE:HB3 2.28 0.48
12:7:45:ALA:HA 12:7:99:THR:HB 1.96 0.48
7:U:48:VAL:O 7:U:48:VAL:HG23 2.14 0.48
1:0:130:ARG:HG2 7:U:125:GLN:HG3 1.95 0.48
1:0:175:PHE:O 1:0:179:ARG:HG2 2.14 0.48
10:X:53:VAL:HB 16:Y:726:HOH:O 2.12 0.48
11:K:38:ASN:OD1 11:K:40:PHE:N 2.46 0.48
2:B:147:GLN:HG2 3:C:62(A):ILE:HG21 1.95 0.48
8:V:8:PHE:HB3 8:V:151:ALA:HB2 1.96 0.48
8:H:112:SER:HB3 8:H:125:LEU:HD13 1.95 0.48
2:B:78:VAL:HGI11 2:B:85:ALA:CB 2.43 0.48
1:0:26:TYR:CD1 1:0:26:TYR:N 2.80 0.48
14:N:15:GLY:HA2 14:N:174:ARG:O 2.13 0.48
5:E:52:LYS:HB3 5:E:63:TYR:HB3 1.94 0.48
14:N:163:ILE:HG23 14:N:170:GLY:HA2 1.95 0.48
8:H:201:GLN:HG3 12:7:153:LYS:HG2 1.96 0.48
6:F:91:ARG:O 6:F:95:GLU:HB2 2.14 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
3:C:168:ASN:CB 3:C:200:VAL:HG11 2.43 0.48
13:M:164: TYR:HA 16:M:639:HOH:O 2.14 0.48
13:1:150: VAL:HG21 16:1:323:HOH:O 2.13 0.48
16:R:886:HOH:O 12:7:70:HIS:HE1 1.96 0.48
6:1:20(B):GLU:CD 6:T:20(C):LYS:HE3 2.34 0.47
14:2:175:MET:HB2 14:2:187.:LEU:HB2 1.96 0.47
8:V:46:ALA:HA 15:V:7710:SY2:H24A 1.96 0.47
2:B:70:LEU:CD2 2:B:89:ILE:HG23 2.43 0.47
3:Q:40:VAL:HG12 3:Q:162:ALA:HB1 1.96 0.47
3:C:87:ILE:HD12 3:C:87:ILE:N 2.28 0.47
13:1:85:THR:O 13:1:89:GLN:HG3 2.14 0.47
1:0:17:PRO:HA 2:P:26:TYR:CD1 2.49 0.47
10:X:161:GLU:OE2 10:X:161:GLU:HA 2.14 0.47
6:F:192:GLN:NE2 6:F:195:LYS:CE 2.76 0.47
13:1:35:ILE:HD12 13:1:35:ILE:N 2.30 0.47
2:P:184:MET:CE 2:P:188:ASP:HB3 2.44 0.47
6:F:136: THR.:O 6:F:150:MET:HA 2.14 0.47
6:F:52:LYS:HB2 6:F:209:GLU:O 2.13 0.47
6:F:114:ASP:O 6:F:118:GLN:HG2 2.14 0.47
13:1:19:LEU:HD21 13:1:26:LEU:HD22 1.95 0.47
13:M:197. TRP:CH2 14:2:171:GLY:HA2 2.49 0.47
12:L:5:GLY:O 12:L:124:CYS:HA 2.14 0.47
6:F:95:GLU:OE1 6:F:115:ARG:HD?2 2.14 0.47
12:7:145:TYR:CD1 12:7:146:LEU:N 2.83 0.47
3:Q:35:THR:0G1 3:Q:66:LYS:NZ 2.47 0.47
10:X:190:PHE:C 10:X:192:ALA:H 2.18 0.47
14:2:146:MET:CE 14:2:150:GLU:HB3 2.44 0.47
11:K:95:LEU:HB?2 16:K:511:HOH:O 2.15 0.47
14:N:105:ASP:HB2 16:N:775:HOH:O 2.13 0.47
12:L:-5:TYR:CE2 12:1.:96: TYR:HB2 2.49 0.47
5:5:17:PRO:HA 6:T:26:TYR:CG 2.49 0.47
2:B:160:TRP:CE3 2:B:163:ILE:HD13 2.49 0.47
11:Y:200:LYS:HG3 11:Y:206:PHE:HB2 1.96 0.47
12:7:14(H):GLY:O 12:7:1(I):ASN:N 2.47 0.47
2:B:20:ARG:HH11 2:B:20:ARG:HG2 1.79 0.47
6:F:50: VAL:HG22 6:F:51:GLU:N 2.29 0.47
12:7Z:-7:ASN:ND2 12:7Z:-5:TYR:H 2.13 0.47
1:A:15:PHE:HB2 2:B:23:GLN:HE22 1.79 0.47
10:X:4:LEU:HD23 10:X:126:ALA:CB 2.44 0.47
6:1T:43:ASN:HD22 6:T:43:ASN:N 2.13 0.47
13:M:115:LEU:HD23 13:M:115:LEU:N 2.29 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)
5:E:71:ASP:OD1 5:E:96:CYS:HB3 2.13 0.47
11:Y:4:LEU:HD11 11:Y:15:ALA:HB3 1.96 0.47
3:C:100:ARG:HD2 16:C:244:HOH:O 2.14 0.47
13:M:139:ARG:HH11 &:V:165:ASN:ND2 2.05 0.47
12:1:19:ARG:HG2 12:L:21:.ILE:HG23 1.97 0.47
7:U:151: THR:HG22 7:U:157:'TYR:CB 2.44 0.47
7:G:130:ARG:HG3 7:G:131:PRO:O 2.14 0.47
12:L:153:LYS:HG2 8:V:201:GLN:HG3 1.96 0.47
10:J:189:ASP:O 10:J:193:GLN:HB2 2.15 0.47
14:2:18(D):PRO:HA 14:2:18(G): TYR:CE2 2.50 0.47
6:T1:159:GLY:HA3 7:U:63: THR:HG21 1.97 0.47
2:B:114:ARG:NH1 10:J:70:GLU:OE2 2.38 0.47
4:D:140:GLY:HA2 4:D:215:ILE:HG12 1.96 0.47
8:H:105:ASP:HB2 8:H:10(A):PRO:CD 2.44 0.47
13:1:164:TYR:HA 16:1:284:HOH:O 2.14 0.47
12:L:21:1LE:HD11 12:1:168:GLN:NE2 2.30 0.47
7:G:43:LYS:HB2 7:G:18(G):GLU:O 2.14 0.47
13:1:3:VAL:O 13:1:126:ALA:HA 2.15 0.47
2:P:150: THR:HG22 2:P:160: TRP:HE1 1.79 0.47
5:5:185:ASN:HD22 5:5:185:ASN:C 2.17 0.47
2:P:107:1ILE:HG22 16:P:410:HOH:O 2.14 0.47
9:W:93:GLY:C 16:W:266:HOH:O 2.53 0.47
13:1:190:LEU:CD1 13:1:190:LEU:N 2.77 0.47
5:5:38:VAL:HG22 5:5:164:ALA:HB?2 1.96 0.47
13:1:-5:PRO:HD3 13:1:96: TRP:CE2 2.50 0.47
14:N:19:ARG:HB2 16:N:194:HOH:O 2.15 0.47
13:1:91: ARG:NH2 16:1:213:HOH:O 2.48 0.47
7:U:72:ARG:HG2 16:U:696:HOH:O 2.14 0.47
4:D:59:LEU:C 4:D:59:LEU:HD13 2.34 0.47
11:K:200:LYS:HE2 16:K:1088:HOH:O 2.14 0.47
14:2:20: THR:OG1 14:2:28:ASN:HB3 2.15 0.47
12:7:-9:GLN:NE2 12:7Z:-8:PHE:H 2.13 0.47
9:W:84:SER:CB 9:W:119:ILE:HD11 2.45 0.47
12:L:45:ALA:HA 12:L:99: THR:HB 1.96 0.47
6:F:123:HIS:HB2 16:F:243:HOH:O 2.14 0.47
10:J:166:MET:HA 10:J:167:PRO:HD3 1.75 0.47
7:U:172:1LE:HD13 7:U:197:MET:HE1 1.96 0.47
10:X:11:SER:HB2 10:X:178:VAL:O 2.14 0.47
7:U:18(G):GLU:CG 7:U:188:LYS:HB2 2.45 0.47
14:N:37:VAL:HG22 14:N:41:ILE:O 2.15 0.47
6:T:187:ARG:NH1 6:1:228:LEU:HD13 2.30 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)
10:X:104: TYR:CD1 10:X:180:LYS:HA 2.50 0.47
2:B:122:GLY:C 2:B:124:THR:H 2.17 0.47
3:Q:190:VAL:O 3:Q:194:VAL:HG23 2.15 0.47
14:2:65:LEU:HG 14:2:69:GLN:NE2 2.30 0.47
2:B:184:MET:CE 2:B:188:ASP:HB3 2.45 0.47
16:B:242:HOH:O 10:J:85:GLN:HB2 2.15 0.47
5:E:113:GLY:HA3 16:E:1004:HOH:O 2.14 0.47
2:P:168:ASN:HA 16:P:943:HOH:O 2.13 0.47
7:G:59:LEU:O 7:G:61:PRO:HD3 2.14 0.47
1:0:184:LEU:HD22 1:0:188:ASP:HB3 1.96 0.47
6:F:95:GLU:CD 6:F:115:ARG:HD2 2.36 0.46
8:H:84:LYS:HE2 8:H:119: THR:HG23 1.97 0.46
2:P:230:LYS:O 2:P:234:VAL:HG23 2.15 0.46
2:P:160: TRP:CE3 2:P:163:1LE:HD13 2.50 0.46
8:V:216:GLU:HG3 9:W:187:ARG:HG2 1.97 0.46
2:P:74:ILE:C 2:P:221:GLN:HE22 2.18 0.46
7:G:105: TYR:OH 8:H:66:HIS:HE1 1.98 0.46
5:E:38: VAL:HG22 5:E:164:ALA:HB2 1.96 0.46
11:K:40:PHE:CG 11:K:73:ARG:CZ 2.98 0.46
5:E:76:LEU:O 5:E:76:LEU.HD23 2.15 0.46
6:F:130:ARG:HH11 6:F:130:ARG:HG2 1.79 0.46
7:G:34(A):ASN:HD22 7:G:167:PRO:HG2 1.79 0.46
14:N:114:PRO:HD2 14:N:118:SER.:O 2.14 0.46
5:E:15:PHE:H 6:F:23:GLN:HE22 1.61 0.46
2:B:66:LYS:0O 2:B:77:ALA:HA 2.15 0.46
11:Y:7:ARG:HD2 11:Y:108:PRO:O 2.16 0.46
13:M:3:VAL:O 13:M:126:ALA:HA 2.15 0.46
9:1:55:LEU:HD12 9:1:97:VAL:HG21 1.96 0.46
14:N:13:ILE:HD12 14:N:151: THR:HG22 1.96 0.46
1:A:177:GLU:HG2 2:B:58:LEU:HD22 1.96 0.46
4:D:160:TYR:CE2 5:E:59:SER:HB3 2.51 0.46
4:R:237:LEU:O 4:R:241:GLU:HG3 2.15 0.46
14:2:163:ILE:HG23 14:2:170: GLY:HA2 1.96 0.46
7:G:158:VAL:HG22 7:G:159:GLY:N 2.31 0.46
12:1:33:LYS:HE2 12:1.:33:LYS:HB3 1.75 0.46
11:Y:65:LEU:HD12 11:Y:65:LEU:HA 1.82 0.46
6:T:192:GLN:NE2 6:T:195:LYS:HE3 2.30 0.46
12:L:135:MET:HE?2 9:W:165:ARG:HH22 1.80 0.46
12:1:49:ALA:HB3 13:M:118:VAL:HG13 1.96 0.46
6:T:172:ALA:O 6:1:176:LEU:HD23 2.16 0.46
2:P:120:LYS:HZ1 2:P:136:PHE:HD1 1.61 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)
13:M:127:-THR:HB 16:M:918:HOH:O 2.16 0.46
4:R:237:LEU:HD22 4:R:241:GLU:HG3 1.97 0.46
13:1:186:PHE:CE1 13:1:188:LYS:HG3 2.51 0.46
14:N:20: THR:OG1 14:N:28:ASN:HB3 2.15 0.46
9:W:62:LYS:HD3 9:W:82:LEU:HD11 1.97 0.46
7:G:48:VAL:O 7:G:48:VAL:HG23 2.15 0.46
6:F:77:-VAL:CG1 6:F:137:ILE:HB 2.46 0.46
13:1:57:ARG:HG2 13:1:57:ARG:HH11 1.80 0.46
5:E:226:GLY:O 5:E:228: ALA:N 2.48 0.46
9:W:99:PRO:HB2 9:W:113:PHE:HD2 1.81 0.46
1:A:136:LEU:O 1:A:150:GLN:HA 2.16 0.46
14:N:8:PHE:HE1 14:N:10:ASP:HB2 1.80 0.46
1:0:62:GLU:CD 1:0:62:GLU:H 2.19 0.46
1:0:141:HIS:HA 1:0:146:GLY:O 2.16 0.46
6:T:91:ARG:O 6:1:95:GLU:HB2 2.15 0.46
9:W:29:ASN:ND2 9:W:29:ASN:N 2.51 0.46
6:F:192:GLN:NE2 6:F:195:LYS:HE3 2.31 0.46
9:W:186:LYS:HE2 9:W:188:TYR:CE1 2.50 0.46
2:P:4:GLY:HA3 5:5:127:TYR:CE1 2.50 0.46
3:Q:214:VAL:HG23 3:Q:224:LEU:HD11 1.97 0.46
6:T:130:ARG:NH1 6:T:130:ARG:HG2 2.31 0.46
7:U:18(H):GLU:CD 7:U:18(H):GLU:N 2.69 0.46
8:H:216:GLU:HG3 9:1:187:ARG:HG2 1.97 0.46
4:R:227:GLU:O 4:R:231:GLU:HG3 2.16 0.46
10:J:2:ILE:O 10:J:16:SER:HA 2.16 0.46
1:0:13:THR:O 2:P:130:ARG:HD3 2.15 0.46
11:Y:143:LYS:HB2 11:Y:146:LEU:HD11 1.98 0.46
13:1:104:VAL:HG23 13:1:178:ILE:CG2 2.43 0.46
8:H:113:ILE:HG12 8:H:119: THR:HG22 1.98 0.46
2:P:186:VAL:CG2 2:P:216:ARG:HD3 2.43 0.46
13:M:8:TYR:HD2 13:M:9:ASP:0OD1 1.97 0.46
2:B:49:ALA:HB2 2:B:212:PHE:HE1 1.78 0.46
2:B:160:TRP:CD2 2:B:163:ILE:HD13 2.51 0.46
3:Q:121:GLN:C 3:Q:121:GLN:HE21 2.18 0.46
1:A:38:LEU:HD12 1:A:38:LEU:O 2.16 0.46
7:U:29:LYS:HA 7:U:29:LYS:HD?2 1.74 0.46
6:F:186:ALA:O 6:F:190:VAL:HG23 2.15 0.46
2:B:99:TYR:CD2 2:B:107:ILE:HA 2.51 0.46
2:B:37:ALA:HB3 2:B:165:VAL:CG2 2.46 0.46
3:Q:87:ILE:N 3:Q:87:ILE:CD1 2.79 0.46
13:1:11:GLY:HA3 13:1:178:ILE:O 2.16 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)
13:M:113:VAL:HA 13:M:118:VAL:O 2.15 0.46
4:D:177:LEU:HD22 5:E:58:LEU:HD13 1.98 0.46
3:C:197:LEU:O 3:C:201:VAL:HG23 2.15 0.46
10:J:15:ALA:HB2 10:J:155:LEU:CD1 2.44 0.46
4:D:121:LEU:HA 4:D:123:PHE:CE1 2.51 0.46
2:P:107:ILE:O 2:P:107:.ILE:HG23 2.15 0.46
2:P:46:ILE:HG22 2:P:47:VAL:N 2.31 0.46
7:G:30:ALA:O 7:G:33:GLN:HB2 2.15 0.46
10:J:131:GLY:HA3 16:J:594:HOH:O 2.16 0.46
10:X:110:LEU:O 10:X:121:GLU:HG2 2.16 0.46
4:D:237:LEU:HD22 4:D:241:GLU:HG3 1.97 0.46
1:A:121:GLN:O 1:A:124:THR:HB 2.15 0.46
7:G:236:ILE:HD12 7:G:236:.ILE:C 2.36 0.46
5:5:172:ALA:CB 5:5:196:ALA:O 2.64 0.46
10:X:15:ALA:HB2 10:X:155:LEU:CD1 2.46 0.46
3:C:190:VAL:O 3:C:194:VAL:HG23 2.16 0.46
1:0:57:PRO:CG 7:U:177:GLU:HG2 2.46 0.46
5:E:136:LEU:HD12 5:E:151:PHE:CD2 2.51 0.46
14:N:8:PHE:HB2 14:N:146:MET:O 2.16 0.46
4:D:237:LEU:O 4:D:241:GLU:HG3 2.16 0.46
6:F:107:ILE:O 6:F:107:ILE:HG23 2.15 0.46
10:X:70:GLU:O 10:X:71:ASP:C 2.54 0.46
12:7:58:ARG:HG2 12:7:58:ARG:NH1 2.30 0.46
5 E:148:LEU:HD23 5:E:162:GLY:HA2 1.98 0.46
4:D:42:THR:C 4:D:44:GLU:H 2.18 0.46
10:X:189:ASP:O 10:X:193:GLN:HB2 2.16 0.46
7:U:30:ALA:O 7:U:33:GLN:HB2 2.16 0.46
12:L:165:ARG:NH2 8:V:29:LYS:HE?2 2.31 0.46
1:0:136:LEU:O 1:0:150:GLN:HA 2.17 0.45
6:T:109:ILE:HG21 6:T:147:HIS:HB2 1.97 0.45
14:2:84:LYS:HG3 14:2:119:VAL:HG22 1.97 0.45
1:A:5:THR:O 1:A:7:ARG:HG2 2.16 0.45
1:A:58:LEU:HD12 7:G:173: THR:HG23 1.99 0.45
8:H:14:ILE:O 8:H:14:ILE:HG13 2.15 0.45
4:D:106:ASP:HA 16:D:1036:HOH:O 2.15 0.45
8:H:197:ARG:NH?2 9:1:139:GLU:HG3 2.31 0.45
2:P:161:LYS:HB3 2:P:180: TYR:CE2 2.51 0.45
10:X:12: VAL:HG21 10:X:109:GLU:O 2.16 0.45
13:M:11:GLY:HA3 13:M:178:ILE:O 2.16 0.45
6:T:127:ASN:ND2 6:1T:127:ASN:C 2.69 0.45
11:K:21: THR:HG22 11:K:26:VAL:HA 1.97 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:141:HIS:HA 1:A:146:GLY:O 2.16 0.45
10:J:148: THR:HG21 10:J:177:ILE:HD13 1.99 0.45
4:D:170:GLU:N 4:D:170:GLU:OE1 2.49 0.45
1:0:122:GLU:C 1:0:124:THR:H 2.20 0.45
13:1:8:TYR:HD2 13:1:9:ASP:0OD1 1.98 0.45
9:1:33:LYS:O 9:1:44:GLY:HA2 2.15 0.45
7:G:18(G):GLU:CG 7:G:188:LYS:HB2 2.46 0.45
1:0:7:ARG:HB2 2:P:5:SER:OG 2.16 0.45
12:1.:-8:PHE:HB2 13:M:-8: THR:HG23 1.98 0.45
12:1:58:ARG:HG2 12:1:58:ARG:NH1 2.29 0.45
6:T:114:ASP:O 6:T:118:GLN:HG2 2.15 0.45
12:7Z:14(E):GLU:HB2 | 12:Z:14(I):THR:HG21 1.99 0.45
5:5:161:TYR:CE2 6:T:60:VAL:HA 2.52 0.45
12:7:59:PHE:O 12:7:62:SER:HB3 2.17 0.45
5:5:13:VAL:HG13 5:5:13:VAL:O 2.16 0.45
11:Y:15:ALA:HB2 11:Y:175:LEU:HD23 1.97 0.45
&:H:52: THR:O 8:H:56: THR:HB 2.17 0.45
6:F:179:LEU:HD11 6:F:192:GLN:HG2 1.98 0.45
5:S5:17:PRO:HA 6:T:26:TYR:CE1 2.01 0.45
11:Y:40:PHE:CG 11:Y:73:ARG:CZ 2.99 0.45
2:B:149:TYR:CZ 3:C:62(A):ILE:HB 2.51 0.45
3:C:35:THR:OG1 3:C:66:LYS:NZ 2.49 0.45
6:F:127:ASN:ND2 6:F:127:ASN:C 2.69 0.45
6:T:169:ARG:O 6:T:173:LYS:HG3 2.17 0.45
14:N:146:MET:HE3 14:N:150:GLU:HB3 1.98 0.45
13:M:14(C):ARG:O 13:M:14(F):ASP:HB2 2.17 0.45
5:E:111:ARG:NH1 5:E:111:ARG:HG2 2.31 0.45
3:C:87:ILE:O 3:C:91:LYS:HG3 2.16 0.45
8:V:197:ARG:NH?2 9:W:139:GLU:HG3 2.32 0.45
5:S:180:LEU:O 5:5:18(D):ILE:HG22 2.16 0.45
4:R:17:PRO:HA 5:5:26:TYR:CG 2.51 0.45
12:L:55:LEU:CD2 12:L:87:LEU:HD21 2.47 0.45
2:B:21:LEU:HD13 2:B:124: THR:HG23 1.98 0.45
14:N:175:MET:HB2 14:N:187:LEU:HB2 1.98 0.45
9:W:7:THR:HG23 9:W:110:1LE:CD1 2.46 0.45
10:J:85:GLN:HG2 16:J:202:HOH:O 2.16 0.45
3:C:8:TYR:HB3 16:C:1062:HOH:O 2.17 0.45
7:U:69:CYS:HB3 16:U:1186:HOH:O 2.16 0.45
9:W:36:HIS:HB3 9:W:42:PHE:CD2 2.52 0.45
9:W:3:VAL:HG22 9:W:16:CYS:HB3 1.98 0.45
&:V:77:VAL:HG13 16:V:351:HOH:O 2.15 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)
6:F:180:VAL:HG21 7:G:58:LEU:HD23 1.97 0.45
13:M:19:LEU:HD21 13:M:26:LEU:HD22 1.99 0.45
14:N:18(D):PRO:HA 14:N:18(G):TYR:CE2 2.51 0.45
2:B:161:LYS:HB3 2:B:180: TYR:CE2 2.52 0.45
6:F:100:LYS:O 6:F:104:LYS:N 2.46 0.45
7:G:74:ILE:HG21 7:G:112:LEU:HD23 1.99 0.45
8:H:55:VAL:CG1 8:H:56: THR:N 2.79 0.45
12:7:5:GLY:O 12:7:124:CYS:HA 2.16 0.45
6:T:91:ARG:HG2 6:T:119:TYR:CD2 2.52 0.45
13:M:41: THR:HG21 13:M:79:ILE:CD1 2.45 0.45
8:V:18: THR:HB 8:V:30:ASN:HA 1.99 0.45
2:B:134:VAL:HG12 2:B:135:SER:N 2.31 0.45
3:Q:149:TYR:CE1 3:Q:159:SER:HB3 2.52 0.45
3:Q:151:THR:HG22 3:Q:157:'TYR:CB 2.46 0.45
6:F:43:ASN:H 6:F:43:ASN:ND2 2.14 0.45
10:J:148: THR:CG2 10:J:177ILE:HD13 2.47 0.45
3:Q:99:HIS:CG 3:Q:107:-VAL:HG12 2.52 0.45
9:1:93:GLY:N 9:1:94:.PRO:CD 2.80 0.45
6:T:52:LYS:HB2 6:T:209:GLU:O 2.17 0.45
7:U:191:GLU:HG3 7:U:232:ARG:HG3 1.98 0.45
5:5:201:LEU:O 5:S5:202:ARG:HB2 2.16 0.45
11:K:67:GLU:OE1 11:K:73:ARG:HA 2.16 0.45
3:Q:46:VAL:HB 3:Q:215:VAL:CG1 2.47 0.45
5:E:160:LEU:.CD2 6:F:59:LEU:HD12 2.47 0.45
4:D:29:GLU:HA 4:D:29:GLU:OE2 2.17 0.45
13:1:70:ASN:ND2 13:1:70(A):ALA:HA 2.31 0.45
12:7:113:PHE:CD2 12:7Z:119:TYR:HB3 2.51 0.45
4:D:227:GLU:O 4:D:231:GLU:HG3 2.16 0.45
3:C:33:ARG:HB3 3:C:33:ARG:HH11 1.79 0.45
2:B:150: THR:HG22 2:B:160: TRP:HE1 1.81 0.45
11:Y:6:PHE:HB2 11:Y:124:.ILE:HG12 1.98 0.45
14:2:37:VAL:HG22 14:2:41:ILE:O 2.16 0.45
10:J:190:PHE:C 10:J:192:ALA:H 2.18 0.45
7:G:79:ASN:HA 16:G:926:HOH:O 2.16 0.45
6:1:107:1LE:HG23 6:1T:107:ILE:O 2.17 0.45
13:M:160:ARG:HG3 13:M:192:VAL:CG1 2.46 0.45
11:K:143:LYS:HB2 11:K:146:LEU:HD11 1.99 0.45
8:V:113:ILE:HG12 8:V:119: THR:HG22 1.99 0.45
12:1.:33:LYS:CD 12:L:46:ASN:HD22 2.26 0.45
10:X:113:ILE:HG12 10:X:119:LYS:HG3 1.99 0.45
8:H:137:VAL:HG21 8:H:161:ALA:HB2 1.98 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
11:Y:148:VAL:HB 16:Y:973:HOH:O 2.16 0.45
6:F:43:ASN:N 6:F:43:ASN:ND2 2.64 0.45
2:P:99: TYR:CD2 2:P:107:ILE:HA 2.52 0.45
6:T:121:GLN:NE2 16:T:385:HOH:O 2.50 0.45
8:V:72:ARG:HH11 &:V:72:ARG:HG3 1.80 0.45
9:I:45:.ILE:HB 9:1:52: VAL:HG13 1.99 0.45
14:N:171:GLY:HA2 13:1:197:TRP:CH2 2.52 0.45
5:E:201:LEU:O 5:E:202:ARG:HB2 2.17 0.45
2:P:21:LEU:HD13 2:P:124: THR:HG23 1.99 0.45
2:P:186:VAL:HG21 2:P:216:ARG:HG2 1.99 0.45
12:7:166:HIS:CD2 12:7:168:GLN:H 2.29 0.45
1:A:67:VAL:HB 1:A:223:LYS:HZ2 1.79 0.45
4:D:160:TYR:HB3 4:D:162:ALA:O 2.17 0.45
4:D:160: TYR:CZ 4:D:163:LYS:HD3 2.52 0.45
13:M:19:LEU:HD12 13:M:28:PHE:O 2.17 0.45
7:U:74:ILE:HG21 7:U:112:LEU:HD23 1.98 0.45
2:P:52:ARG:HH22 2:P:63(A):SER:HB3 1.82 0.45
7:U:142:ASP:0OD2 7:U:144:LEU:N 2.44 0.45
14:2:148:LYS:O 14:2:152: VAL:HG23 2.17 0.45
3:C:24:VAL:O 3:C:27:ALA:HB3 2.17 0.45
12:7:19:ARG:HG2 12:7:21:1LE:HG23 1.99 0.44
5:E:86:ARG:NH1 5:E:86:ARG:HG3 2.32 0.44
14:N:146:MET:CE 14:N:150:GLU:HB3 2.46 0.44
7:U:130:ARG:HG3 7:U:131:PRO:O 2.17 0.44
2:B:17:PRO:HA 3:C:26:TYR:CD1 2.52 0.44
9:W:115:LEU:HD23 9:W:115:LEU:H 1.83 0.44
9:1:84:SER:CB 9:I:119:ILE:HD11 2.47 0.44
13:M:165:ARG:NH1 8:V:139:GLU:OE1 2.46 0.44
14:2:85:GLU:O 14:2:89:GLU:HB2 2.17 0.44
5:E:18(A):ASP:0OD2 5:E:18(A):ASP:N 2.49 0.44
5:E:2(B):THR:OG1 5:E:2(E):ASN:HB3 2.17 0.44
6:T:95:GLU:.CG 6:T:115:ARG:HD2 2.48 0.44
3:Q:241:GLN:C 3:Q:243:GLN:N 2.71 0.44
1:0:69:.LEU:HG 1:0:71:THR:O 2.17 0.44
12:L:43:MET:HB2 12:L:101:ILE:HG22 1.99 0.44
1:0:184:LEU:HB2 16:0:486:HOH: O 2.17 0.44
7:U:18(H):GLU:CD 7:U:18(H):GLU:H 2.20 0.44
8:V:139:GLU:OE2 &:V:139:GLU:HA 2.18 0.44
7:G:18(H):GLU:N 7:G:18(H):GLU:CD 2.71 0.44
3:C:99:HIS:CG 3:C:107:VAL:HG12 2.52 0.44
9:W:106:GLY:HA2 9:W:181:LYS:HD3 1.99 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
4:R:42: THR:C 4:R:44:GLU:H 2.21 0.44
7:U:34(A):ASN:HD22 7:U:167:PRO:HG2 1.82 0.44
11:K:4:LEU:.CD1 11:K:159:ILE:HD11 2.27 0.44
6:T:37:SER:HB3 6:T:50:VAL:HG23 2.00 0.44
12:1:166:HIS:CD2 12:1.:168:GLN:HB2 2.53 0.44
12:1:166:HIS:CD2 12:L:168:GLN:H 2.27 0.44
4:R:122:ARG:HG2 4:R:122:ARG:NH1 2.31 0.44
3:Q:46:VAL:HG22 3:Q:146:PRO:HB2 1.99 0.44
14:2:112: THR:CG2 14:2:120:HIS:HB2 2.47 0.44
2:P:20:ARG:HH11 2:P:20:ARG:HG2 1.81 0.44
6:F:158: TRP:CZ3 7:G:64:VAL:HA 2.52 0.44
1:0:123:ALA:HB3 16:0:237:HOH:O 2.17 0.44
2:B:46:ILE:HG22 2:B:47:VAL:N 2.32 0.44
4:R:93:ARG:HD2 16:R:733:HOH:O 2.17 0.44
7:G:96:ALA:HB3 16:G:623:HOH:O 2.17 0.44
14:N:161:GLN:HE21 14:2:136:GLY:CA 2.09 0.44
3:Q:168:ASN:CB 3:Q:200:VAL:HG11 2.44 0.44
5:5:134:VAL:O 5:5:153:PRO:HG3 2.17 0.44
9:I.7:THR:HG23 9:1:110:ILE:CD1 2.47 0.44
9:1:117:GLY:O 9:1:118:CYS:C 2.54 0.44
6:F:136: THR:CB 16:F:1005:HOH:O 2.63 0.44
1:0:27:ALA:O 1:0:31:VAL:HG23 2.18 0.44
10:J:74:LEU:HD22 10:J:78:ALA:HB1 2.00 0.44
6:T:12:ASN:O 6:T:12:ASN:OD1 2.35 0.44
4:R:18:GLU:OE2 4:R:18:GLU:N 2.50 0.44
13:1:115:LEU:N 13:1:115:LEU:HD23 2.33 0.44
6:F:50: VAL:HG12 6:F:211:GLU:HB3 2.00 0.44
9:W:33:LYS:O 9:W:44:GLY:HA2 2.17 0.44
4:R:177:LEU:HD13 5:S:58:LEU:CD1 2.47 0.44
3:C:241:GLN:C 3:C:243:GLN:N 2.70 0.44
2:P:160: TRP:CD2 2:P:163:1ILE:HD13 2.52 0.44
3:Q:58:LEU:HD12 3:Q:58:LEU:HA 1.81 0.44
4:D:123:PHE:CE2 4:D:131:PRO:HG3 2.52 0.44
13:M:186:PHE:CE1 13:M:188:LYS:HG3 2.51 0.44
10:X:35:ARG:HD3 10:X:35:ARG:HA 1.85 0.44
&:V:170:GLY:O 8:V:171:SER:HB2 2.18 0.44
5:E:2(B): THR:N 5:E:2(E):ASN:HD22 2.15 0.44
7:G:151:THR:HA 7:G:156:TYR:O 2.18 0.44
12:7:176:LEU:CD1 12:7:186:LYS:HG2 2.47 0.44
13:1:209:GLN:N 16:1:367:HOH:O 2.51 0.44
10:J:168:MET:CE 10:X:168:MET:CE 2.96 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:62:GLU:H 1:A:62:GLU:CD 2.20 0.44
9:1:84:SER:HB2 9:I:119:ILE:HD11 1.98 0.44
2:P:209:ARG:CZ 2:P:209:ARG:HB3 2.48 0.44
7:U:105:TYR:OH 8:V:66:HIS:HE1 2.00 0.44
5:E:54:ASN:ND2 5:E:56:ASP:O 2.51 0.44
2:B:26:TYR:O 2:B:29:GLU:HB3 2.17 0.44
8:V:156:SER:O 8:V:160:GLN:HG3 2.18 0.44
10:X:148:THR:CG2 10:X:177:ILE:HD13 2.48 0.44
11:Y:38:ASN:OD1 11:Y:40:PHE:N 2.47 0.44
11:Y:67:GLU:OE1 11:Y:73:ARG:HA 2.17 0.44
3:C:55: THR:O 3:C:56:LEU:HD22 2.18 0.44
3:Q:76:LEU:HD12 3:Q:138:ILE:CG1 2.48 0.44
2:B:17:PRO:HA 3:C:26:TYR:CZ 2.52 0.44
11:K:77:ALA:HA 11:K:111:TYR:CE2 2.53 0.44
1:A:184:LEU:HD22 1:A:188:ASP:HB3 1.98 0.44
13:1:160:ARG:HG3 13:1:192:VAL:HG11 1.99 0.44
&:H:170:GLY:O 8:H:171:SER:HB2 2.18 0.44
6:T:205:ASN:O 6:T:20(B):GLU:N 2.51 0.44
5:E:227:GLU:CD 5:E:227.:GLU:H 2.22 0.44
1:A:69:LEU:HG 1:A:71:THR:O 2.17 0.44
14:N:112:THR:CG2 14:N:120:HIS:HB2 2.47 0.44
1:0:27:ALA:O 1:0:30:ALA:HB3 2.17 0.44
2:P:97:GLN:OE1 9:W:64:ASN:HB3 2.18 0.44
14:N:1: THR:HG23 14:N:33:LYS:NZ 2.32 0.44
14:N:85:GLU:O 14:N:89:GLU:HB2 2.17 0.44
4:D:56:SER:OG 4:D:57:PRO:HD2 2.18 0.44
8:H:144:GLN:O 8:H:145:ASP:HB2 2.18 0.44
5:5:220:PRO:O 5:5:222: THR:HG23 2.18 0.44
14:N:186:ARG:HD3 16:N:933:HOH:O 2.18 0.44
16:A:658:HOH:O &:H:185:GLU:HB2 2.17 0.44
2:B:52:ARG:HH22 2:B:63(A):SER:HB3 1.82 0.44
2:P:176:LEU:HD23 2:P:192:LEU:HD22 2.00 0.44
8:V:55:VAL:CG1 8:V:56: THR:N 2.80 0.44
11:K:65:LEU:HA 11:K:65:LEU:HD12 1.85 0.44
3:Q:87:ILE:O 3:Q:91:LYS:HG3 2.18 0.44
1:A:21(G):LEU:HG 1:A:21(I):TYR:CE1 2.53 0.44
6:F:91:ARG:HG2 6:F:119:TYR:CD2 2.52 0.44
5:E:226:GLY:HA3 5:E:227:GLU:OE2 2.18 0.44
9:1:90:ARG:HG3 9:1:95:'TYR:CE1 2.53 0.44
9:W:55:LEU:HD12 9:W:97:VAL:HG21 1.99 0.44
3:Q:224:LEU:H 3:Q:224:LEU:HD12 1.82 0.44
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Atom-1 Atom-2 distance (A) | overlap (A)
13:1:146: THR:HA 16:1:323:HOH:O 2.18 0.44
10:X:93:ARG:HG2 10:X:93:ARG:HH11 1.83 0.44
4:R:160: TYR:CZ 4:R:163:LYS:HD3 2.53 0.43
9:1:99:PRO:HB2 9:I:113:PHE:CD2 2.53 0.43
7:U:177:GLU:O 7:U:17(B):LYS:HG3 2.17 0.43
4:R:123:PHE:CE2 4:R:131:PRO:HG3 2.53 0.43
11:K:160:LEU:HD22 11:K:199: VAL:HG21 1.99 0.43
11:Y:147:SER.:C 11:Y:149:GLU:N 2.71 0.43
11:Y:144:TRP:HB2 16:Y:1321:HOH:O 2.17 0.43
14:N:122:LEU:HD12 14:N:125:ALA:HB2 2.00 0.43
12:7:85:HIS:HE1 16:7:196:HOH:O 2.00 0.43
3:Q:108: THR:HG23 16:Q:1056:HOH:O 2.18 0.43
3:Q:123:TYR:CD1 3:Q:132:PHE:HE1 2.35 0.43
5:S:54:ASN:ND2 5:5:56:ASP:O 2.01 0.43
8:H:3:ILE:HG22 8:H:16:ALA:CB 2.48 0.43
2:P:71:ASN:.CG 2:P:72:ASP:H 2.15 0.43
2:P:186:VAL:HG11 2:P:216:ARG:HD3 2.00 0.43
6:F:172:ALA:O 6:F:175:GLU:N 2.51 0.43
2:P:141:TYR:CE2 2:P:145:GLY:HA2 2.53 0.43
8:H:147:THR:HG23 8:H:150:GLU:CD 2.38 0.43
13:M:17:ASP:HA 13:M:173:PHE:CA 2.48 0.43
14:2:114:PRO:HG2 16:2:191:HOH:O 2.16 0.43
6:T:43:ASN:ND2 6:T:43:ASN:N 2.66 0.43
9:W:93:GLY:N 9:W:94:PRO:CD 2.81 0.43
9:I:187:ARG:HG3 9:1:187:ARG:HH11 1.83 0.43
2:P:25:GLU:OE2 2:P:25:GLU:HA 2.18 0.43
3:C:229:ILE:O 3:C:233:VAL:HG23 2.18 0.43
1:A:12:LEU:HD11 7:G:127:ALA:HB2 2.00 0.43
1:0:92:SER:HA 1:0:95:VAL:HG12 1.99 0.43
11:K:147:SER.:C 11:K:149:GLU:N 2.71 0.43
5:S:18(A):ASP:0OD2 5:S:18(A):ASP:N 2.50 0.43
11:K:156:LYS:HB2 11:K:175:LEU:HD11 2.01 0.43
2:P:121:GLN:C 2:P:121:GLN:NE2 2.72 0.43
6:T:179:LEU:CD2 6:1:192: GLN:HG2 2.43 0.43
12:7:21:1LE:HD11 12:7:168:GLN:NE2 2.32 0.43
5:E:199:GLN:CA 5:E:199:GLN:HE21 2.31 0.43
9:1:55:LEU:HD23 9:1:55:LEU:HA 1.84 0.43
4:R:39:GLY:O 4:R:162:ALA:HA 2.18 0.43
3:Q:159:SER:O 4:R:59:LEU:HD?22 2.18 0.43
1:0:6:ASP:0OD1 7:U:126:ARG:NH2 2.44 0.43
7:U:158:VAL:HG22 7:U:159:GLY:H 1.82 0.43
Continued on next page...
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6:1:224:VAL:HG13 6:1:228:LEU:HD23 2.01 0.43
13:1:19:LEU:HB3 16:1:212:HOH:O 2.17 0.43
6:T:43:ASN:ND2 6:T:43:ASN:H 2.16 0.43
10:J:70:GLU:O 10:J:71:ASP:C 2.56 0.43
9:1:106:GLY:HA2 9:1:181:LYS:HD3 1.98 0.43
2:B:218:ASN:O 2:B:21(C):ASP:HB2 2.18 0.43
9:W:66: TYR:CZ 9:W:70:GLU:HG3 2.54 0.43
8:H:62: ASN:ND2 16:H:227:HOH:O 2.30 0.43
2:B:53:LYS:HG2 2:B:54:VAL:HG23 2.00 0.43
10:J:4:LEU:HD23 10:J:126:ALA:CB 2.47 0.43
2:P:207: TYR:CG 2:P:208:ASP:N 2.86 0.43
6:F:172:ALA:O 6:F:173:LYS:C 2.56 0.43
3:C:241:GLN:O 3:C:243:GLN:N 2.39 0.43
4:R:14: THR:HG22 4:R:15:PHE:N 2.34 0.43
13:1:112:TYR:O 13:1:119: THR:HA 2.17 0.43
9:W:107:LYS:HA 9:W:108:PRO:HD3 1.80 0.43
4:D:79:SER:HA 16:D:250:HOH:O 2.18 0.43
4:D:121:LEU:HA 4:D:123:PHE:HE1 1.84 0.43
8:H:160:GLN:O 8:H:161:ALA:C 2.56 0.43
6:T:118:GLN:HE21 7:U:90:LEU:-HD?22 1.84 0.43
13:M:14(A):VAL:O 13:M:14(A):VAL:HG23 2.18 0.43
7:U:17(C):LYS:HB2 7:U:17(C):LYS:HE3 1.78 0.43
6:T:44:ASP:0D2 6:T:44:ASP:C 2.57 0.43
5:E:180:LEU:O 5:E:18(D):ILE:HG22 2.19 0.43
1:A:92:SER:HA 1:A:95:VAL:HG12 2.00 0.43
5:E:2(C):VAL:CG1 5:E:2(D):ASP:N 2.81 0.43
11:K:126:CYS:HB2 11:K:135:TYR:CZ 2.52 0.43
6:F: 78 TYR:CE1 6:F:85:GLY:HA3 2.54 0.43
5:E:201:LEU:HD11 5:E:207:LEU:.CD2 2.40 0.43
5:5:2(B):THR:OG1 5:S:2(E):ASN:HB3 2.18 0.43
11:K:13:ILE:HG13 11:K:151:ALA:HB1 2.01 0.43
5:E:199:GLN:HE21 5:E:199:GLN:N 2.17 0.43
4:D:122:ARG:NH1 4:D:122:ARG:HG2 2.28 0.43
10:J:142:TYR:O 10:J:143:ARG:HD3 2.18 0.43
3:C:159:SER:OG 4:D:63:SER:HB3 2.18 0.43
5:5:160:LEU:CD2 6:T:59:LEU:HD12 2.48 0.43
9:W:117:GLY:O 9:W:118:CYS:C 2.57 0.43
7:U:100:ARG:HG3 16:U:937:HOH:O 2.18 0.43
8:H:105:ASP:HB2 8:H:10(A):PRO:HD2 2.01 0.43
6:T:118:GLN:NE2 7:U:90:LEU:HD?22 2.33 0.43
7:U:192:PHE:C 7:U:192:PHE:CD1 2.92 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
4:R:31:ILE:HD13 4:R:135:ALA:HB2 2.01 0.43
10:X:45:PHE:HB3 10:X:99:VAL:HG12 2.01 0.43
1:A:27:ALA:O 1:A:31:VAL:HG23 2.18 0.43
5:5:2(C):VAL:CG1 5:5:2(D):ASP:N 2.81 0.43
11:K:97:-MET:O 11:K:114:ASP:HA 2.18 0.43
14:N:44:CYS:HB2 14:N:100:ILE:HB 2.00 0.43
11:Y:12:ILE:HD11 11:Y:109:THR:N 2.33 0.43
8:V:147:THR:HG23 8:V:150:GLU:CD 2.39 0.43
10:X:74:LEU:HD22 10:X:78:ALA:HB1 1.99 0.43
7:G:224:LEU:HB3 7:G:228:ASN:HB2 1.99 0.43
6:F:203:GLU:HA 6:F:203:GLU:OFE1 2.18 0.43
8:V:49:ALA:HB3 15:V:7710:SY2:H13A 2.01 0.43
11:K:111:TYR:CE1 11:K:121:LYS:HB2 2.53 0.43
7:G:29:LYS:HD2 7:G:29:LYS:HA 1.79 0.43
1:0:55:SER:O 1:0:56:SER:HB2 2.19 0.43
4:R:215:ILE:HD12 4:R:216:THR:N 2.34 0.43
13:1:184:LEU:C 13:1:184:LEU:HD23 2.39 0.43
6:T:143:LYS:HG2 6:T:143:LYS:O 2.18 0.43
&:V:52: THR:O 8:V:56: THR:HB 2.18 0.43
1:0:5:THR:O 1:0:7:ARG:HG2 2.18 0.43
1:A:8:TYR:HD2 7:G:128: TYR:HB3 1.83 0.43
7:G:8:TYR:C 7:G:10:ARG:N 2.72 0.43
12:7:-8:PHE:HB2 13:1:-8:THR:HG23 2.01 0.43
7:G:192:PHE:C 7:G:192:PHE:CD1 2.91 0.43
13:1:125:LEU:HA 16:1:218:HOH:O 2.17 0.43
14:N:66: TYR:CD2 14:N:74:PRO:HB3 2.54 0.43
12:7:76:1LE:HG23 12:7:77:ASN:N 2.33 0.43
11:K:15:ALA:HB2 11:K:175:LEU:HD23 2.00 0.43
12:7:33:LYS:CD 12:7:46:ASN:HD22 2.26 0.43
6:T:179:LEU:HD11 6:T:192: GLN:HG2 2.00 0.43
4:D:40:ILE:CD1 4:D:193:VAL:HG23 2.47 0.43
10:J:112:GLN:NE2 16:J:898:HOH:O 2.41 0.43
13:M:104:VAL:CG2 13:M:178:ILE:HG22 2.46 0.43
12:1:21:1LE:CD1 12:L:21:1LE:C 2.87 0.43
10:J:11:SER:HB2 10:J:178:VAL:O 2.19 0.43
3:C:46:VAL:HB 3:C:215:VAL:CG1 2.48 0.43
5:S:58:LEU:N 5:5:58:LEU:HD12 2.34 0.43
3:C:58:LEU:HA 3:C:58:LEU:HD12 1.82 0.43
1:A:78:TYR:HB3 1:A:85:TYR:CD1 2.54 0.43
6:F:130:ARG:NH1 6:F:130:ARG:HG2 2.34 0.43
4:R:17:PRO:HG3 5:5:26:TYR:CZ 2.54 0.43
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)

11:Y:32:LYS:HD2 11:Y:32:LYS:N 2.33 0.43
&:V:199:GLU:N 16:V:1207:HOH:O 2.31 0.43
5:E:35:SER:HB3 5:E:66:LYS:NZ 2.34 0.43
14:N:3:ILE:HD13 14:N:46:SER:HB3 2.00 0.43
8:H:81:GLN:NE2 16:H:747:HOH:O 2.51 0.43
2:B:80:GLY:HA3 2:B:133:GLY:O 2.19 0.43
6:F:205:ASN:O 6:F:20(B):GLU:N 2.52 0.43
3:C:36:CYS:H 3:C:51:GLU:HG2 1.84 0.43
3:C:156:ILE:HD11 16:D:246:HOH:O 2.18 0.43
1:A:6:ASP:HB2 7:G:128:TYR:CE2 2.54 0.43
3:Q:76:LEU:O 3:Q:76:LEU:HD23 2.18 0.43
1:0:159:PRO:O 2:P:59:LEU:HD12 2.18 0.43
3:C:87:ILE:CD1 3:C:87:ILE:N 2.82 0.43
4:R:17:PRO:HA 5:5:26: TYR:CD1 2.54 0.43
10:J:32:ASP:0OD2 10:J:34: THR:HG22 2.18 0.43
3:Q:229:ILE:O 3:Q:233:VAL:HG23 2.18 0.43
4:D:14: THR:HG22 4:D:15:PHE:N 2.33 0.43
10:J:104:TYR:CD1 10:J:180:LYS:HA 2.54 0.43
11:K:32:LYS:N 11:K:32:LYS:HD2 2.34 0.43
11:Y:2:THR:HG22 11:Y:159:ILE:CD1 2.49 0.43
5:5:47:VAL:CG1 5:5:48:LEU:N 2.82 0.43
3:Q:224:LEU:H 3:Q:224:LEU:CD1 2.32 0.43
5:5:18(C):PHE:HA 5:S:18(F):ILE:CD1 2.49 0.43
4:R:121:LEU:HA 4:R:123:PHE:HE1 1.82 0.43
8:H:49:ALA:HB3 15:H:7710:SY2:H13A 2.00 0.43
6:F:103:TYR:O 6:F:104:LYS:HB3 2.19 0.43
6:1T:107:ILE:HA 6:1:108:PRO:HD3 1.83 0.43
8:V:160:GLN:O 8:V:161:ALA:C 2.57 0.43
3:Q:225:SER:O 3:Q:229:ILE:HG13 2.18 0.43
10:X:59:ILE:HD13 10:X:59:ILE:HA 1.86 0.43
2:B:25:GLU:OE2 2:B:25:GLU:HA 2.19 0.43
13:M:-5:PRO:HD3 13:M:96: TRP:CE2 2.53 0.43
12:1:29:ARG:NH1 12:L:171:ASP:OD1 2.49 0.43
5:E:4:PHE:.CG 5:E:5:ARG:N 2.87 0.43
14:2:66: TYR:CD2 14:2:74:PRO:HB3 2.53 0.43
11:Y:126:CYS:HB2 11:Y:135:TYR:CZ 2.53 0.43
2:P:218:ASN:O 2:P:21(C):ASP:HB2 2.17 0.43
8:H:18: THR:HB 8:H:30:ASN:HA 2.01 0.42
10:J:3:ILE:HG22 10:J:100:LEU:CD1 2.49 0.42
5:S:31:ILE:HD11 5:5:153:PRO:CD 2.49 0.42
7:G:150:LYS:O 7:G:157:TYR:HA 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
10:X:146:MET:HE1 10:X:154:LEU:HD22 2.00 0.42
5:5:226:GLY:HA3 5:5:227:GLU:OE2 2.19 0.42
9:1:107:LYS:HA 9:I:108:PRO:HD3 1.80 0.42
9:W:143:GLU:.CG 9:W:146:LEU:HD21 2.49 0.42
12:L:-9:GLN:NE2 12:L:-8:PHE:H 2.16 0.42
13:M:89:GLN:O 13:M:92(A):LYS:HG3 2.19 0.42
13:1:124:THR:O 13:1:125:LEU:HD23 2.19 0.42
9:W:61:TYR:C 9:W:61:TYR:CD1 2.93 0.42
10:J:45:PHE:HB3 10:J:99:VAL:HG12 2.01 0.42
6:T:69:VAL:HG12 16:T:811:HOH:O 2.18 0.42
12:1:14(E):GLU:HB2 12:1:14(I): THR:HG21 2.01 0.42
11:Y:160:LEU:HD22 11:Y:199:VAL:HG21 2.00 0.42
4:D:81:LEU:HD12 4:D:133:GLY:HA3 2.00 0.42
10:X:8:VAL:HG11 10:X:151:GLY:HA3 2.02 0.42
2:B:209:ARG:HB3 2:B:209:ARG:CZ 2.48 0.42
13:1:157:ASN:ND2 16:1:905:HOH:O 2.51 0.42
5:S:2(B): THR:N 5:S:2(E):ASN:HD22 2.16 0.42
7:G:217:LYS:CE 7:G:217:LYS:HA 2.46 0.42
12:7:109:ALA:HB2 12:7:121:ARG:NH2 2.34 0.42
5:E:47:VAL:CG1 5:E:48:LEU:N 2.82 0.42
5:5:160:LEU:HD13 5:5:163: THR:HB 2.01 0.42
2:B:141: TYR:CE2 2:B:145:GLY:HA2 2.54 0.42
1:A:7:ARG:HD3 5:E:127:TYR:CD2 2.53 0.42
&:H:124:TYR:O &:H:125:LEU:HD23 2.20 0.42
3:Q:156:ILE:HG22 3:Q:157:TYR:N 2.32 0.42
10:X:137:LEU:CD1 10:X:158:CYS:HA 2.49 0.42
6:F:103:TYR:O 6:F:105:THR:HG22 2.19 0.42
3:C:225:SER:O 3:C:229:ILE:HG13 2.18 0.42
7:U:60:ASP:0OD2 7:U:62:THR:OG1 2.36 0.42
1:A:77:VAL:HG12 1:A:137:LEU:HB2 2.01 0.42
2:P:235:LYS:N 2:P:235:LYS:HD3 2.34 0.42
12:L:76:ILE:HG23 12:L:77:ASN:N 2.33 0.42
5:5:137:LEU:CD2 5:5:150:GLU:HG3 2.49 0.42
4:R:170:GLU:N 4:R:170:GLU:OE1 2.51 0.42
13:M:160:ARG:HG3 13:M:192:VAL:HG11 2.01 0.42
7:U:217:LYS:HA 7:U:217:LYS:CE 2.45 0.42
10:X:52: THR:HG23 10:X:53:VAL:HG23 2.01 0.42
5:5:199:GLN:CA 5:5:199:GLN:HE21 2.32 0.42
10:J:147:THR:OG1 10:J:150:GLU:HG3 2.20 0.42
12:7:93:PHE:N 12:7:94:PRO:CD 2.80 0.42
3:C:76:LEU:O 3:C:76:LEU:HD23 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
10:X:3:ILE:HD13 10:X:3:ILE:HA 1.83 0.42
6:F:224:VAL:HG13 6:F:228:LEU:HD23 2.00 0.42
13:1:14(C):ARG:O 13:1:14(F):ASP:HB2 2.18 0.42
6:T:203:GLU:OFE1 6:T:203:GLU:HA 2.19 0.42
3:QQ:62(A):ILE:HG13 3:Q:63: THR:N 2.34 0.42
14:2:18(G):TYR:HA 14:2:18(J):LEU:HG 2.01 0.42
10:X:148: THR:HG21 10:X:177:ILE:HD13 2.01 0.42
3:Q:97:GLN:NE2 3:Q:97:GLN:HA 2.35 0.42
12:7:55:LEU:CD2 12:7:87:LEU:HD21 2.50 0.42
6:T:75:GLY:O 6:T:138:PHE:HA 2.19 0.42
13:M:168:ARG:HD2 16:M:464:HOH:O 2.18 0.42
3:C:123:TYR:CD1 3:C:132:PHE:HE1 2.37 0.42
12:7:31:GLU:OE1 13:1:120: TYR:HA 2.20 0.42
7:U:14(A):GLU:HB2 16:U:915:HOH:O 2.19 0.42
2:P:37:ALA:HB3 2:P:165:VAL:CG2 2.48 0.42
2:B:122:GLY:C 2:B:124:THR:N 2.73 0.42
2:P:122:GLY:C 2:P:124: THR:N 2.72 0.42
10:J:155:LEU:HD23 10:J:155:LEU:HA 1.89 0.42
3:C:156:ILE:HG22 3:C:157:TYR:N 2.35 0.42
10:X:112:GLN:NE2 10:X:126:ALA:H 2.16 0.42
7:U:224:LEU-HB3 7:U:228:ASN:HB2 2.00 0.42
9:I:15:ALA:HB2 9:I:175: VAL:HG22 2.00 0.42
3:C:39:GLY:O 3:C:162:ALA:HA 2.20 0.42
11:Y:25: TRP:CZ3 12:7:132:SER:HA 2.54 0.42
4:D:12(D):ALA:HB3 4:D:126:ARG:CG 2.50 0.42
2:P:114:ARG:NH1 10:X:70:GLU:OE2 2.43 0.42
3:C:238:GLN:O 3:C:242:GLU:HG3 2.19 0.42
2:P:202: THR:CG2 2:P:204:SER:HB2 2.49 0.42
6:T:50:VAL:HG12 6:T:211:GLU:HB3 2.01 0.42
6:F:37:SER:HB3 6:F:50: VAL:HG23 2.02 0.42
13:1:42:VAL:HG23 13:1:178:ILE:HD11 2.00 0.42
6:T:179:LEU:HD11 6:T:192:GLN:HG3 2.01 0.42
10:J:112:GLN:NE2 10:J:126:ALA:H 2.17 0.42
3:C:57:LYS:HD2 3:C:58:LEU:N 2.34 0.42
2:P:31:1ILE:HG23 2:P:79:ALA:O 2.19 0.42
4:R:12(D):ALA:HB3 4:R:126:ARG:CG 2.49 0.42
13:1:19:LEU:HD12 13:1:28:PHE:O 2.20 0.42
8:V:197:ARG:NH2 9:W:139:GLU:O 2.52 0.42
13:1:14(A):VAL:O 13:1:14(A):VAL:HG23 2.20 0.42
11:Y:97:MET:HG2 11:Y:115:SER:HB3 2.02 0.42
2:P:70:LEU:CD2 2:P:89:ILE:HG23 2.50 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
7:U:18:GLU:HB2 7:U:20:ARG:HD3 2.01 0.42
5:E:137:LEU:CD2 5:E:150:GLU:HG3 2.49 0.42
11:Y:156:LYS:HB2 11:Y:175:LEU:HD11 2.01 0.42
12:7:166:HIS:CD2 12:7:168:GLN:HB2 2.53 0.42
5:E:199:GLN:CA 5:E:199:GLN:NE2 2.82 0.42
7:G:38:LEU:HD23 7:G:197:MET:CE 2.50 0.42
6:F:169:ARG:HB3 6:F:169:ARG:HE 1.59 0.42
4:R:160: TYR:CE2 4:R:163:LYS:HD3 2.55 0.42
5:S:78:LEU:HD12 5:S5:78:LEU:O 2.19 0.42
13:M:112:TYR:O 13:M:119: THR:HA 2.19 0.42
2:B:69:LYS:HE2 2:B:221:GLN:OE1 2.20 0.42
1:A:77:VAL:CG1 1:A:137:LEU:HB2 2.50 0.42
13:M:190:LEU:CD1 13:M:190:LEU:N 2.82 0.42
11:Y:9:GLN:HE21 11:Y:9:GLN:HB3 1.72 0.42
10:J:161:GLU:HA 10:J:161:GLU:OE2 2.19 0.42
13:1:191:GLN:HE21 13:1:191:GLN:HB3 1.60 0.42
3:Q:100:ARG:HG3 3:Q:106:PRO:HA 2.01 0.42
12:1L:4:LEU:HD12 12:L:5:GLY:N 2.35 0.42
2:B:186:VAL:HG21 2:B:216:ARG:HG2 2.01 0.42
12:L:42:VAL:HG12 12:L:176:LEU:HD23 2.02 0.42
3:Q:121:GLN:NE2 3:Q:122:ARG:N 2.66 0.42
11:Y:200:LYS:HG2 16:Y:772:HOH:O 2.19 0.42
11:K:99:THR:HG23 11:K:113:VAL:HB 2.02 0.42
5:5:188:GLU:OFE1 5:9:188:GLU:HA 2.20 0.42
4:R:86:ARG:HD3 4:R:86:ARG:HA 1.87 0.42
8:V:137:VAL:HG21 8:V:161:ALA:HB2 2.00 0.42
10:J:93:ARG:HH11 10:J:93:ARG:HG2 1.84 0.42
4:R:117:CYS:SG 4:R:157:PHE:HB3 2.60 0.42
12:1.:14(Q):LEU:O 12:1.:14(W):LYS:C 2.57 0.42
2:P:115:ARG:HG2 16:P:249:HOH:O 2.18 0.42
13:1:133:MET:O 13:1:136:PRO:HD2 2.19 0.42
1:A:55:SER:O 1:A:56:SER:HB2 2.20 0.42
1:0:124:THR:CG2 1:0:124:THR:O 2.67 0.42
11:K:146:LEU:HD23 11:K:151:ALA:HA 2.01 0.42
14:N:36:ARG:CD 13:1:211:ILE:HD11 2.49 0.42
2:P:186:VAL:HG11 2:P:216:ARG:CD 2.49 0.42
6:F:169:ARG:O 6:F:173:LYS:HG3 2.20 0.42
3:C:46:VAL:HG22 3:C:146:PRO:HB2 2.01 0.42
4:R:12(F):GLY:O 4:R:12(G):GLU:HB2 2.20 0.42
13:M:6:MET:HA 13:M:124:THR:HA 2.01 0.42
9:1:192:ARG:HD3 16:1:1187:HOH:O 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
9:1:51:ASP:OD1 10:J:90(B):ARG:NH2 2.53 0.42
12:1.:133:LEU:O 9:W:136:GLY:HA3 2.19 0.42
3:Q:14:ILE:HB 4:R:23:GLN:HE22 1.84 0.42
5:5:201:LEU:HD11 5:5:207:LEU:CD2 2.39 0.42
7:U:43:LYS:HB2 7:U:18(G):GLU:O 2.19 0.42
3:C:159:SER:O 4:D:59:LEU:HD22 2.20 0.42
10:X:3:ILE:O 10:X:126:ALA:HA 2.20 0.42
1:0:38:LEU:HD12 1:0:38:LEU:O 2.19 0.42
13:1:-5:PRO:HD3 13:1:96: TRP:CD2 2.54 0.42
14:2:3:1LE:HD13 14:2:46:SER:HB3 2.01 0.42
10:J:83:VAL:HG21 10:J:101:ILE:HD11 2.02 0.42
5:5:4:PHE:CG 5:S:5:ARG:N 2.87 0.42
13:M:157:ASN:ND2 16:M:1332:HOH:O 2.52 0.42
12:7:58:ARG:HH11 12:7:58:ARG:HG2 1.85 0.42
3:C:195:ARG:HG3 3:C:236:ILE:HD13 2.01 0.42
1:A:8:TYR:CD2 7:G:128: TYR:HB3 2.55 0.42
2:P:233:.LEU:HA 2:P:233:LEU:HD12 1.93 0.42
5:E:185:ASN:C 5:E:185:ASN:ND2 2.72 0.42
5:E:188:GLU:OE1 5:E:188:GLU:HA 2.20 0.42
9:1:143:GLU:CG 9:1:146:LEU:HD21 2.49 0.42
7:U:191:GLU:CG 7:U:232:ARG:HG3 2.50 0.42
1:0:221:PHE:C 1:0:221:PHE:CD2 2.93 0.42
9:1:103:GLY:O 9:1:109:PHE:N 2.52 0.42
12:1:104:LEU:HD11 12:1.:179:THR:C 2.40 0.42
13:1:94:PRO:HA 16:1:220:HOH:O 2.19 0.42
12:7:32:PRO:HD2 16:7:1177:HOH:O 2.19 0.42
14:N:7:"THR:HG22 14:N:110: VAL:HG23 2.02 0.42
6:F:18:ASP:N 6:F:18:ASP:0OD2 2.38 0.42
3:C:62(A):ILE:HG13 3:C:63:THR:N 2.35 0.41
5:E:139:ILE:HA 5:E:147:HIS:O 2.20 0.41
6:F:26:TYR:O 6:F:29:LYS:HB2 2.20 0.41
5:5:90:ASN:O 5:5:94:GLN:HG3 2.20 0.41
9:W:55:LEU:HD11 9:W:97:VAL:HG21 2.01 0.41
1:0:202:VAL:HG21 1:0:206:PHE:HD1 1.84 0.41
12:L:24:TYR:HA 8:V:167:LEU:HD12 2.02 0.41
12:1:153:LYS:HG2 &:V:201:GLN:CG 2.50 0.41
14:N:18(G):TYR:HA 14:N:18(J):LEU:HG 2.00 0.41
3:C:175:PHE:O 3:C:179:ASN:HB2 2.20 0.41
1:0:36: THR:HG22 1:0:37:SER:N 2.34 0.41
11:Y:15:ALA:HA 11:Y:174:ASN:O 2.20 0.41
2:P:126:HIS:CB 3:Q:129:VAL:HG12 2.47 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

5:5:199:GLN:CA 5:5:199:GLN:NE2 2.82 0.41
2:B:225:LYS:O 2:B:226:PRO:C 2.59 0.41
8:H:167:LEU:HD12 12:7:24:TYR:HA 2.00 0.41
4:R:45:GLY:HA2 4:R:146:TYR:CD1 2.54 0.41
2:B:101:LYS:HZ2 10:J:85:GLN:HE22 1.67 0.41
7:G:18(H):GLU:H 7:G:18(H):GLU:CD 2.23 0.41
5:5:179: THR:HG22 5:5:179:THR:O 2.20 0.41
7:U:171:GLU:OE1 7:U:171:GLU:N 2.51 0.41
7:U:26:TYR:N 7:U:26:TYR:CD1 2.86 0.41
1:0:197:LEU:CD2 1:0:210:ILE:HD12 2.49 0.41
10:J:129:TYR:O 10:J:130:SER.:C 2.58 0.41
11:Y:16:VAL:HG21 11:Y:34:VAL:HG23 2.02 0.41
13:M:18:ASN:HA 13:M:31:VAL:O 2.19 0.41
10:X:166:MET:HA 10:X:167:PRO:HD3 1.74 0.41
2:B:121:GLN:C 2:B:121:GLN:NE2 2.74 0.41
5:E:90:ASN:O 5:E:94:GLN:HG3 2.19 0.41
10:J:113:ILE:HG12 10:J:119:LYS:HG3 2.02 0.41
14:N:65:LEU:HG 14:N:69:GLN:NE2 2.34 0.41
5:E:18(C):PHE:HA 5:E:18(F):ILE:CD1 2.50 0.41
2:B:31:ILE:HG23 2:B:79:ALA:O 2.20 0.41
4:D:12(D):ALA:HA 5:E:129:GLY:HA2 2.02 0.41
9:W:187:ARG:HG3 9:W:187:ARG:HH11 1.85 0.41
1:A:141:HIS:HB2 1:A:147:PHE:CD2 2.55 0.41
12:L:58:ARG:HH11 12:L:58:ARG:HG2 1.85 0.41
1:A:197:LEU.CD2 1:A:210:ILE:HD12 2.51 0.41
2:B:176:LEU:HD23 2:B:192:LEU:HD22 2.01 0.41
6:F:61:PRO:O 6:F:62:GLN:HB2 2.20 0.41
6:F:143:LYS:HG2 6:F:143:LYS:O 2.20 0.41
9:1:165:ARG:HH22 12:7:135:-MET:HE2 1.83 0.41
5:E:172:ALA:CB 5:E:196:ALA:O 2.68 0.41
4:D:12(F):GLY:O 4:D:12(G):GLU:HB2 2.19 0.41
6:T:172:ALA:O 6:T:173:LYS:C 2.58 0.41
4:R:177:LEU.HD22 5:S5:58:.LEU:CD1 2.49 0.41
13:M:205:GLY:HA2 16:2:194:HOH:O 2.19 0.41
13:1:17:ASP:0OD2 13:1:17:ASP:C 2.59 0.41
14:N:105:ASP:HB2 16:N:980:HOH:O 2.20 0.41
4:R:137:LEU:HD23 4:R:137:LEU:HA 1.95 0.41
9:1:136:GLY:HA3 12:7:133:LEU:O 2.20 0.41
16:7:383:HOH:O 13:1:121:SER:HB2 2.19 0.41
8:V:43:CYS:SG 8:V:99:LEU:HB3 2.61 0.41
13:1:14(E):SER:C 16:1:1126:HOH:O 2.59 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
5:E:179:THR:O 5:E:179:THR:HG22 2.21 0.41
3:Q:100:ARG:HH12 3:Q:106:PRO:HB3 1.78 0.41
11:Y:146:LEU:HD23 11:Y:151:ALA:HA 2.01 0.41
6:F:95:GLU:CG 6:F:115:ARG:HD?2 2.51 0.41
12:L:-7:ASN:ND2 12:L:-5:TYR:H 2.18 0.41
10:J:52: THR:HG23 10:J:53:VAL:HG23 2.03 0.41
13:M:42:VAL:HG23 13:M:178.ILE:HD11 2.03 0.41
4:R:185:THR:OG1 4:R:188:GLU:HG3 2.20 0.41
13:M:3:VAL:CG2 13:M:46:SER:HB3 2.49 0.41
9:1:55:LEU:HD11 9:1:97:VAL:HG21 2.01 0.41
5:5:185:ASN:C 5:5:185:ASN:ND2 2.74 0.41
8:H:201:GLN:CG 12:7:153:LYS:HG2 2.49 0.41
16:U:509:HOH:O 8:V:72:ARG:HA 2.21 0.41
12:L:14(Q):LEU:C 12:L:14(W):LYS:O 2.58 0.41
2:P:6:ARG:HD2 4:R:9:ASP:N 2.36 0.41
13:M:162:LEU:HB3 16:M:225:HOH:O 2.20 0.41
4:D:117:CYS:SG 4:D:157:PHE:HB3 2.60 0.41
11:K:119:ARG:NH2 16:K:1295:HOH:O 2.48 0.41
1:A:221:PHE:C 1:A:221:PHE:CD2 2.93 0.41
11:K:174:ASN:HD22 11:K:174:ASN:HA 1.65 0.41
12:7:33:LYS:HE2 12:7:33:LYS:HB3 1.78 0.41
6:T:184:LEU:CD1 6:T:188:GLU:HB3 2.49 0.41
5E:78:LEU:HD12 5:E:78:LEU:O 2.20 0.41
11:Y:86:LEU:O 11:Y:89:GLN:HB2 2.21 0.41
12:1:14(C):GLN:HG2 8:V:210: THR:HG21 2.02 0.41
14:N:8:PHE:CE2 14:N:13:ILE:HG13 2.55 0.41
9:W:28:SER:CB 10:X:120: VAL:HG21 2.49 0.41
9:1:28:SER:CB 10:J:120: VAL:HG21 2.50 0.41
2:B:37:ALA:HB3 2:B:165:VAL:HG22 2.03 0.41
8:H:2: THR:O 8:H:16:ALA:HA 2.21 0.41
7:G:26: TYR:CD1 7:G:26:TYR:N 2.87 0.41
10:X:69:ARG:HD2 16:X:553:HOH:O 2.21 0.41
13:M:70:ASN:ND2 13:M:70(A):ALA:HA 2.36 0.41
11:Y:174:ASN:HD22 11:Y:174:ASN:HA 1.67 0.41
1:A:21(G):LEU:HD12 1:A:21(G):LEU:HA 1.85 0.41
2:B:134:VAL:O 2:B:153:PRO:HD3 2.21 0.41
7:U:38:LEU:HD23 7:U:197:MET:CE 2.49 0.41
2:P:80:GLY:HA3 2:P:133:GLY:O 2.21 0.41
2:B:207:TYR:CG 2:B:208:ASP:N 2.88 0.41
11:K:6:PHE:HB2 11:K:124:ILE:HG12 2.03 0.41
13:1:89:GLN:O 13:1:92(A):LYS:HG3 2.21 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
7:G:39:ALA:HB2 7:G:48:VAL:HG12 2.03 0.41
12:1:55:LEU:HD22 12:L:87:LEU:HD21 2.02 0.41
6:T:70:VAL:HG11 6:T:112:PHE:CE1 2.56 0.41
13:M:-1:GLY:HA2 16:M:213:HOH:O 2.21 0.41
11:Y:39:PRO:HG3 16:Y:1267:HOH:O 2.21 0.41
6:F:39:GLY:C 6:F:148:LEU:HD21 2.41 0.41
10:X:83:VAL:HG21 10:X:101:ILE:HD11 2.02 0.41
8:H:139:GLU:HA 8:H:139:GLU:OE2 2.20 0.41
12:7:4:LEU:HD12 12:7:5:GLY:N 2.36 0.41
4:R:189:ALA:O 4:R:193:VAL:HG23 2.21 0.41
5 E:58:LEU:HD12 5:E:58:LEU:N 2.35 0.41
12:7:42:VAL:HG12 12:7:176:LEU:HD23 2.02 0.41
10:J:85:GLN:HG2 10:J:89:LYS:HE3 2.03 0.41
1:0:78:TYR:HB3 1:0:85:TYR:CD1 2.55 0.41
10:X:191:GLN:O 10:X:192:ALA:HB2 2.20 0.41
2:P:69:LYS:HE2 2:P:221:GLN:OE1 2.20 0.41
3:C:27:ALA:O 3:C:30:ALA:HB3 2.21 0.41
11:Y:114:ASP:C 11:Y:116:ASP:H 2.24 0.41
4:D:31:1ILE:HD13 4:D:135:ALA:HB2 2.03 0.41
1:A:233:LEU:O 1:A:236:LEU:HB2 2.21 0.41
1:0:137:LEU:HD23 1:0:137:LEU:HA 1.91 0.41
9:W:80:THR:HG1 9:W:109:PHE:HE2 1.68 0.41
10:J:88:ALA:O 10:J:90(A):ILE:HG22 2.20 0.41
10:J:90(A):ILE:HD12 10:J:90(A):ILE:HA 1.89 0.41
2:B:174: THR:O 2:B:178:MET:HB2 2.20 0.41
3:Q:134:VAL:HG12 3:Q:135:SER:N 2.36 0.41
10:J:138:LEU:HD21 10:J:158:CYS:SG 2.61 0.41
12:7:98:HIS:ND1 12:7:98:HIS:C 2.74 0.41
11:K:4:LEU:CD1 11:K:15:ALA:HB3 2.51 0.41
6:F:95:GLU:CG 6:F:115:ARG:HB3 2.46 0.41
2:B:186:VAL:HG11 2:B:216:ARG:CD 2.51 0.41
1:0:67:VAL:CG2 1:0:211:GLU:HG2 2.51 0.41
1:A:67:VAL:HG23 1:A:211:GLU:HG2 2.02 0.41
7:G:78:VAL:HG22 7:G:136:LEU:CD2 2.50 0.41
3:C: 157 TYR:N 16:C:1013:HOH:O 2.42 0.41
3:Q:57:LYS:HD2 3:Q:58:LEU:N 2.36 0.41
7:U:8:TYR:C 7:U:10:ARG:N 2.73 0.41
3:Q:55:THR:C 3:Q:56:LEU:HD22 2.41 0.41
9:W:81:GLN:NE2 9:W:81:GLN:CA 2.83 0.41
4:D:148:LEU:HB3 4:D:160:TYR:O 2.20 0.41
9:W:15:ALA:HB2 9:W:175:VAL:HG22 2.03 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
8:V:105:ASP:HB2 8:V:10(A):PRO:HD2 2.01 0.41
13:1:190:LEU:HD12 13:1:190:LEU:N 2.36 0.41
10:J:191:GLN:O 10:J:192:ALA:HB2 2.21 0.41
12:7:32:PRO:N 16:Z:1177:HOH:O 2.53 0.41
9:W:103:GLY:O 9:W:109:PHE:N 2.49 0.41
7:G:17(C):LYS:HE3 7:G:17(C):LYS:HB2 1.77 0.41
5:E:161:TYR:CE2 6:F:60: VAL:HA 2.55 0.41
6:F:75:GLY:O 6:F:138:PHE:HA 2.21 0.41
9:1:36:HIS:HB3 9:1:42:PHE:CD2 2.56 0.41
5:5:22:PHE:O 5:5:25:GLU:N 2.54 0.41
4:D:72:ARG:HG3 16:D:662:HOH:O 2.21 0.41
12:7:14(Q):LEU:O 12:7:14(W):LYS:C 2.59 0.41
11:Y:13:ILE:HG13 11:Y:151:ALA:HB1 2.02 0.41
5:5:148:LEU:O 5:5:149:LEU:HD12 2.21 0.41
4:R:177:.LEU:HA 5:5:58:LEU:HD11 2.02 0.41
5:E:148:LEU:HB3 5:E:160:LEU:O 2.22 0.41
2:P:184:MET:HE2 2:P:188:ASP:CB 2.51 0.41
1:0:112:LEU:O 1:0:115:GLU:HB2 2.21 0.41
1:A:185:GLU:OFE1 1:A:187:GLU:HB2 2.21 0.41
9:1:15:ALA:HB1 9:1:175:VAL:HG22 2.02 0.41
7:G:55:PRO:HG2 7:G:56:ASP:N 2.36 0.41
8:H:63:ILE:HD13 8:H:63:ILE:HA 1.98 0.41
11:Y:97:MET:O 11:Y:114:ASP:HA 2.21 0.41
1:0:77:VAL:CG1 1:0:137:LEU:HB2 2.51 0.41
7:G:119:LEU:HA 7:G:119:LEU:HD12 1.91 0.41
2:P:40:ILE:HD12 2:P:193:ALA:HB2 2.02 0.41
9:1:66:TYR:CZ 9:1:70:GLU:HG3 2.55 0.41
3:Q:38:VAL:HG22 3:Q:39:GLY:N 2.36 0.41
6:T:148:LEU:HB3 6:T:160:TYR:O 2.21 0.41
7:U:82:ILE:N 7:U:83:PRO:HD2 2.36 0.41
11:Y:50:ALA:CB 12:7:116:VAL:HG23 2.51 0.41
10:J:64:GLN:O 10:J:67:SER:HB2 2.20 0.41
6:T:194:ALA:O 6:T:198:'TYR:HD1 2.04 0.41
3:Q:238:GLN:O 3:Q:242:GLU:HG3 2.21 0.41
1:0:15:PHE:HB2 2:P:23:GLN:HE22 1.86 0.40
10:J:3:ILE:O 10:J:126:ALA:HA 2.20 0.40
6:T:172:ALA:O 6:T:175:GLU:N 2.55 0.40
4:R:24:VAL:O 4:R:28:LEU:HD13 2.20 0.40
6:T:151:LEU:HD12 6:T:157: TYR:HB3 2.02 0.40
1:0:31:VAL:HG13 1:0:79:SER:O 2.21 0.40
11:K:25: TRP:CZ3 12:L:132:SER:HA 2.56 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
7:U:55:PRO:HG2 7:U:56:ASP:N 2.36 0.40
1:A:62:GLU:O 1:A:64:LEU:N 2.52 0.40
4:R:140:GLY:HA2 4:R:215:ILE:HG12 2.01 0.40
12:7:55:LEU:HD22 12:7:87:LEU:HD21 2.02 0.40
1:0:197:LEU:HD23 1:0:210:ILE:HD12 2.03 0.40
9:1:133:GLN:OFE1 9:1:133:GLN:N 2.44 0.40
2:P:53:LYS:HG2 2:P:54:VAL:HG23 2.03 0.40
13:1:80:PHE:CE1 13:1:111:ARG:HD3 2.56 0.40
13:M:7:LYS:HD2 13:M:14(G):ILE:HD13 2.02 0.40
2:P:121:GLN:NE2 16:P:462:HOH:O 2.54 0.40
&:V:84:LYS:HE2 8:V:119:THR:CG2 2.52 0.40
11:K:45:-MET:HE1 11:K:53:GLN:HB2 2.04 0.40
2:P:134:VAL:HG12 2:P:135:SER:N 2.36 0.40
1:0:67:VAL:HG23 1:0:211:GLU:HG2 2.03 0.40
6:1:26:TYR:O 6:1T:29:LYS:HB2 2.21 0.40
2:P:239: THR:OXT 2:P:239:THR:CG2 2.68 0.40
3:Q:195:ARG:HG3 3:Q:236:ILE:HD13 2.02 0.40
1:0:62:GLU:O 1:0:64:.LEU:N 2.49 0.40
10:J:85:GLN:HB3 16:J:202:HOH:O 2.21 0.40
4:D:215:ILE:HD12 4:D:216:THR:N 2.36 0.40
1:0:141:HIS:HB2 1:0:147:PHE:CD2 2.55 0.40
13:1:133:MET:HE2 13:1:133:MET:HB3 1.94 0.40
9:I:80: THR:HG1 9:I:109:PHE:HE2 1.67 0.40
1:0:94:LYS:O 1:0:97:HIS:N 2.54 0.40
11:K:102:CYS:SG 11:K:110:ILE:HG23 2.61 0.40
9:W:123:ASP:0OD1 9:W:124:PHE:N 2.45 0.40
8:V:144:GLN:O 8:V:145:ASP:HB2 2.20 0.40
10:J:8:VAL:HG11 10:J:151:GLY:HA3 2.03 0.40
1:0:39:GLY:O 1:0:162:ALA:HA 2.21 0.40
10:J:22:ARG:HD3 10:J:22:ARG:HA 1.96 0.40
3:C:100:ARG:HG3 3:C:106:PRO:HA 2.03 0.40
13:M:211:1ILE:HD11 14:2:36:ARG:HD3 2.03 0.40
3:Q:201:VAL:HG21 3:Q:210:ILE:CG1 2.52 0.40
2:P:184:MET:HE3 2:P:188:ASP:HB3 2.03 0.40
2:B:184:MET:HE3 2:B:188:ASP:HB3 2.03 0.40
11:Y:77:ALA:HA 11:Y:111:TYR:CE2 2.56 0.40
10:X:120:VAL:HG13 10:X:122:LEUHG 2.03 0.40
3:C:224:LEU:H 3:C:224:LEU:CD1 2.35 0.40
4:D:160:TYR:CE2 4:D:163:LYS:HD3 2.57 0.40
10:X:138:LEU:C 10:X:140:HIS:N 2.74 0.40
1:0:77:VAL:HG12 1:0:137:LEU:HB2 2.02 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

2:B:235:LYS:HD3 2:B:235:LYS:N 2.36 0.40
13:M:95:LEU:O 13:M:97:ASN:N 2.54 0.40
14:2:104: TYR:OH 14:2:180:ALA:HB2 2.21 0.40
8:H:103:GLY:HA2 8:H:178: MET:SD 2.61 0.40
6:T:61:PRO:O 6:T:62: GLN:HB2 2.21 0.40
3:C:163:GLN:HE21 3:C:164:THR:N 2.05 0.40
5:5:172:ALA:HB2 5:S5:196:ALA:O 2.21 0.40
5:5:199:GLN:HE21 5:5:199:GLN:N 2.19 0.40
3:Q:224:LEU:N 3:Q:224:LEU:CD1 2.84 0.40
8:V:148:LYS:HE3 8:V:177:VAL:HG11 2.03 0.40
10:J:85:GLN:CG 16:J:202:HOH:O 2.70 0.40
7:U:39:ALA:HB2 7:U:48:VAL:HG12 2.03 0.40
10:J:193:GLN:OXT 10:J:193:GLN:HG2 2.21 0.40
10:X:93:ARG:NH2 11:Y:91:LYS:HD3 2.37 0.40
2:P:231:ASP:O 2:P:235:LYS:HG2 2.21 0.40
10:J:137:LEU:CD1 10:J:158:CYS:HA 2.51 0.40
4:D:224:TYR:N 4:D:224:TYR:CD2 2.90 0.40
7:G:143:GLU:HG2 16:G:532:HOH:O 2.20 0.40
8:V:2: THR:OG1 8:V:130:GLY:HA3 2.22 0.40
7:U:123:TYR:CE1 7:U:129:MET:HE?2 2.56 0.40
7:G:152:ASP:HB2 7:G:153:PRO:CD 2.01 0.40
12:1.:70(A):ASN:O 12:L:72:LYS:N 2.55 0.40
6:F:70:VAL:HG11 6:F:112:PHE:CE1 2.56 0.40
16:V:1181:HOH:O 9:W:150:ASP:HA 2.21 0.40
5:5:67:ILE:HD13 5:5:213:ALA:HB2 2.03 0.40
2:P:174:THR:O 2:P:178:MET:HB2 2.21 0.40
11:K:15:ALA:HA 11:K:174:ASN:O 2.22 0.40
3:C:14:ILE:HB 4:D:23:GLN:HE22 1.86 0.40
2:P:186:VAL:HG21 2:P:216:ARG:CG 2.51 0.40
2:B:50:ALA:HB1 2:B:66:LYS:HD3 2.03 0.40
1:0:21(G):LEU:HG 1:0:21(I):TYR:CE1 2.55 0.40
10:J:143:ARG:HA 10:J:144:PRO:HD3 1.81 0.40
3:Q:36:CYS:H 3:Q:51:GLU:HG2 1.87 0.40
4:D:24:VAL:O 4:D:28:LEU:HD13 2.22 0.40
7:U:78:VAL:HG22 7:U:136:LEU:CD2 2.52 0.40
11:Y:111:TYR:CE1 11:Y:121:LYS:HB2 2.57 0.40
3:C:57:LYS:HG2 3:C:208:LYS:HZ3 1.86 0.40
10:J:120: VAL:HG13 10:J:122:LEU:HG 2.02 0.40
12:1L:114:ASP:CB 12:L:118:SER:HB3 2.51 0.40
4:R:17:PRO:HG3 5:5:26: TYR:CE2 2.55 0.40
14:N:133:PHE:CE2 14:N:166:ASP:HB2 2.57 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
10:J:110:LEU:O 10:J:121:GLU:HG2 2.21 0.40
5:S5:73:HIS:HE1 5:5:107:LEU:O 2.04 0.40
4:D:16:SER:HA 4:D:22:PHE:CZ 2.56 0.40
7:U:222:PHE:N 7:U:222:PHE:CD2 2.89 0.40

There are no symmetry-related clashes.

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 248/250 (99%) 220 (89%) | 23 (9%) 5 (2%) 24
1 O 248/250 (99%) 222 (90%) 1 (8%) 5 (2%) 24
2 B 242/244 (99%) 215 (89%) | 23 (10%) | 4 (2%) 29
2 P 242/244 (99%) 215 (89%) | 23 (10%) | 4 (2%) 29
3 C 239/241 (99%) 220 (92%) | 14 (6%) 5 (2%) 23
3 Q 239/241 (99%) 220 (92%) | 14 (6%) 5 (2%) 23
4 D 240/242 (99%) 217 (90%) | 17 (T%) 6 (2%) 18
4 R 240/242 (99%) 216 (90%) | 18 (8%) 6 (2%) 18
5 E 231/233 (99%) 204 (88%) | 23 (10%) | 4 (2%) 110 29
5t S 231/233 (99%) 205 (89%) | 23 (10%) | 3 (1%) 151 37
6 F 242/244 (99%) 229 (95%) | 11 (4%) 2 (1%) 24 51
6 T 242/244 (99%) 229 (95%) | 11 (4%) 2 (1%) 24 51
7 G 241/243 (99%) 223 (92%) | 17 (%) 1 (0%) 39 69
7 U 241/243 (99%) 221 (92%) | 19 (8%) 1 (0%) 39 69
8 H 220/222 (99%) 197 (90%) | 19 (9%) 4 (2%) 114 27
8 V 220/222 (99%) | 197 (90%) | 18 (8%) | 5 (2%) 8120
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
9 I 202/204 (99%) 191 (95%) | 10 (5%) 1 (0%) 34 63
9 W 202/204 (99%) 190 (94%) | 11 (5%) 1 (0%) 34 63
10 J 196,/198 (99%) 180 (92%) | 15 (8%) 1 (0%) 34 63
10 X 196,/198 (99%) 180 (92%) | 15 (8%) 1 (0%) 34 63
11 K 210/212 (99%) 191 (91%) | 18 (9%) 1 (0%) 34 63
11 Y 210/212 (99%) 192 (91%) | 17 (8%) 1 (0%) 34 63
12 L 220/222 (99%) 201 (91%) | 16 ("%) 3 (1%) 147 35
12 Z 220/222 (99%) 202 (92%) | 13 (6%) 5 (2%) 81120
13 1 231/233 (99%) 208 (90%) | 20 (9%) 3 (1%) 157 37
13 M 231/233 (99%) 208 (90%) | 20 (9%) 3 (1%) 151 37
14 2 194/196 (99%) 188 (97%) 6 (3%) 0 100§ 100
14 | N | 194/196 (99%) | 188 (97%) | 6 (3%) 0 100 [ 100]
All All 6312/6368 (99%) | 5769 (91%) | 461 (7%) | 82 (1%) 151 37
All (82) Ramachandran outliers are listed below:
Mol | Chain | Res | Type
1 A 5 THR
1 A 167 LYS
3 C 58 LEU
3 C 203 THR
4 D 12(G) | GLU
7 G 220 LYS
10 J 192 ALA
11 K 39 PRO
12 L 71 ASP
12 L 14(I) | THR
13 M 96 TRP
1 O 167 LYS
3 Q 58 LEU
3 Q 203 THR
4 R 12(G) | GLU
7 U 220 LYS
10 X 192 ALA
11 Y 39 PRO
12 Z 71 ASP
12 7 14(I) | THR
1 A 56 SER
Continued on next page...
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Mol | Chain | Res | Type
2 B 54 VAL
2 B 21(B) | GLY
2 B 21(C) | ASP
3 C 183 PRO
4 D 18(D) | SER
5 E 202 ARG
5 E 227 GLU
6 F 205 ASN
6 F 206 LYS
8 H 91 GLN
8 H 96 GLY
1 O 5 THR
1 O 56 SER
2 P 54 VAL
2 P 21(B) | GLY
2 P 21(C) | ASP
3 Q 183 PRO
4 R 18(D) | SER
5 S 202 ARG
5t S 227 GLU
6 T 205 ASN
6 T 206 LYS
8 \Y% 91 GLN
8 \Y% 96 GLY
13 1 96 TRP
1 A 6 ASP
1 A 63 THR
4 D 12(F) | GLY
4 D 128 MET
5 E 180 LEU
13 M 2 SER
1 O 6 ASP
1 O 63 THR
4 R 12(F) | GLY
4 R 128 MET
d S 180 LEU
13 1 2 SER
2 B 22 TYR
3 C 53 ARG
3 C 242 GLU
4 D 169 SER
8 H 115 ALA

Continued on next page...
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Mol | Chain | Res | Type
8 H 171 SER
9 | 93 GLY
2 P 22 TYR
3 Q 53 ARG
3 Q 242 GLU
4 R 169 SER
8 \Y% 171 SER
9 W 93 GLY
12 Z 96 TYR
13 1 72 ALA
4 D 12(C) | GLY
5 E 18(A) | ASP
12 L 96 TYR
13 M 72 ALA
4 R 12(C) | GLY
8 \Y% 115 ALA
8 \Y% 9 ASN
12 Z 32 PRO
12 7 93 PHE

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 209/209 (100%) 203 (97%) 6 (3%) 50 80
1 O | 209/209 (100%) | 204 (98%) | 5(2%) | 57 85| |
2 B 203/203 (100%) 190 (94%) | 13 (6%) 2247
2 P 203/203 (100%) 190 (94%) | 13 (6%) 22 47
3 C 213/213 (100%) 202 (95%) 1 (5%) 29 58
3 Q 213/213 (100%) 202 (95%) | 11 (5%) 29 58
4 D 198/198 (100%) 189 (96%) 9 (4%) 34 65
4 R 198/198 (100%) 190 (96%) 8 (4%) 38 69
5 E 192/192 (100%) 176 (92%) | 16 (8%) 147 31

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
5 S 192/192 (100%) 176 (92%) | 16 (8%) 147 31
6 F 201/201 (100%) | 182 (90%) | 19 (10%) 24
6 T 201/201 (100%) 182 (90%) | 19 (10%) 111 24
7 G 207/207 (100%) 197 (95%) | 10 (5%) 31 62
7 U 207/207 (100%) 197 (95%) | 10 (5%) 31 62
8 H 181/181 (100%) 176 (97%) 5 (3%) 51 |81
8 \Y 181/181 (100%) 175 (97%) 6 (3%) 45 |76
9 I 172/172 (100%) 168 (98%) 4 (2%) 58 85
9 W 172/172 (100%) 168 (98%) 4 (2%) 58 |85
10 J 175/175 (100%) 169 (97%) 6 (3%) 44 175
10 X 175/175 (100%) 169 (97%) 6 (3%) 44 175
11 K 169/169 (100%) 160 (95%) 9 (5%) 28 57
11 Y 169/169 (100%) 159 (94%) | 10 (6%) 24 51
12 L 185/185 (100%) 175 (95%) | 10 (5%) 27 56
12 7 185/185 (100%) 175 (95%) | 10 (5%) 27 56
13 1 199/199 (100%) 189 (95%) | 10 (5%) 30 60
13 M 199/199 (100%) 189 (95%) | 10 (5%) 30 60
14 2 162/162 (100%) 154 (95%) 8 (5%) 31 61
14 N 162/162 (100%) 153 (94%) 9 (6%) 26 b4
All All 5332/5332 (100%) | 5059 (95%) | 273 (5%) 29 59

All (273) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 33 GLN
1 A 64 LEU
1 A 124 THR
1 A 135 SER
1 A 158 PHE
1 A 179 ARG
2 B 5 SER
2 B 58 LEU
2 B 71 ASN
2 B 91 THR
2 B 121 GLN

Continued on next page...
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Mol | Chain | Res | Type
2 B 150 THR
2 B 156 ASN
2 B 183 ASP
2 B 185 LYS
2 B 187 ASP
2 B 192 LEU
2 B 218 ASN
2 B 224 PHE
3 C 10 ARG
3 C 25 GLU
3 C 57 LYS
3 C 66 LYS
3 C 100 ARG
3 C 121 GLN
3 C 135 SER
3 C 150 GLN
3 C 163 GLN
3 C 174 GLU
3 C 208 LYS
4 D 28 LEU
4 D 76 CYS
4 D 126 ARG
4 D 170 GLU
4 D 177 LEU
4 D 191 LEU
4 D 215 ILE
4 D 237 LEU
4 D 244 GLU
5 E 12 THR
5 E 13 VAL
5 E 32 LYS
5 E 56 ASP
5t E 57 GLU
5t E 76 LEU
5 E 97 ASN
5 E 104 ASN
5 E 121 GLN
5 E 185 ASN
5t E 189 LEU
5t E 199 GLN
5t E 207 LEU
5 E 2(C) VAL

Continued on next page...
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Mol | Chain | Res | Type
5 E 227 GLU
5 E 231 LYS
6 F 11 SER
6 F 35 THR
6 F 43 ASN
6 F 44 ASP
6 F 56 SER
6 F 98 SER
6 F 105 THR
6 F 121 GLN
6 F 127 ASN
6 F 144 ASN
6 F 169 ARG
6 F 18(E) | GLU
6 F 187 ARG
6 F 203 GLU
6 F 204 ASP
6 F 205 ASN
6 F 208 PHE
6 F 214 TRP
6 F 21(C) | ASN
7 G 40 VAL
7 G 72 ARG
7 G 87 ASN
7 G 121 GLN
7 G 169 GLN
7 G 184 ASN
7 G 197 MET
7 G 217 LYS
7 G 232 ARG
7 G 233 LEU
8 H 56 THR
8 H 68 LEU
8 H 144 GLN
8 H 194 PRO
8 H 197 ARG
9 I 29 ASN
9 I 90 ARG
9 I 160 LEU
9 I 171 TRP
10 J 34 THR
10 J 70 GLU

Continued on next page...
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Mol | Chain | Res | Type
10 J 77 GLN
10 J 121 GLU
10 J 155 LEU
10 J 168 MET
11 K 4 LEU
11 K 8 PHE
11 K 9 GLN
11 K 39 PRO
11 K 65 LEU
11 K 73 ARG
11 K 87 VAL
11 K 100 MET
11 K 104 TYR
12 L -7 ASN
12 L 14 LEU
12 L 40 ASN
12 L 58 ARG
12 L 70(A) | ASN
12 L 98 HIS
12 L 99 THR
12 L 115 PRO
12 L 1(I) ASN
12 L 145 TYR
13 M 40 ASN
13 M 62 LEU
13 M 71(A) | ASP
13 M 91 ARG
13 M 93 ASN
13 M 96 TRP
13 M 129 PHE
13 M 14(C) | ARG
13 M 149 GLN
13 M 204 LYS
14 N 36 ARG
14 N 70 TYR
14 N 84 LYS
14 N 89 GLU
14 N 10(A) | ASP
14 N 119 VAL
14 N 149 GLU
14 N 178 LEU
14 N 18(T) GLN

Continued on next page...
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Mol | Chain | Res | Type
1 O 33 GLN
1 O 64 LEU
1 O 124 THR
1 O 158 PHE
1 O 179 ARG
2 P 5 SER
2 P 58 LEU
2 P 71 ASN
2 P 91 THR
2 P 121 GLN
2 P 150 THR
2 P 156 ASN
2 P 183 ASP
2 P 185 LYS
2 P 187 ASP
2 P 192 LEU
2 P 218 ASN
2 P 224 PHE
3 Q 10 ARG
3 Q 25 GLU
3 Q 57 LYS
3 Q 66 LYS
3 Q 100 ARG
3 Q 121 GLN
3 Q 135 SER
3 Q 150 GLN
3 Q 163 GLN
3 Q 174 GLU
3 Q 208 LYS
4 R 28 LEU
4 R 126 ARG
4 R 170 GLU
4 R 177 LEU
4 R 191 LEU
4 R 215 ILE
4 R 237 LEU
4 R 244 GLU
5 S 12 THR
5t S 13 VAL
5t S 32 LYS
S S 56 ASP
d S 57 GLU

Continued on next page...
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Mol | Chain | Res | Type
3 S 76 LEU
d S 97 ASN
5 S 104 ASN
5 S 121 GLN
d S 185 ASN
5 S 189 LEU
S S 199 GLN
d S 207 LEU
d S 2(C) VAL
5 S 227 GLU
5 S 231 LYS
6 T 11 SER
6 T 35 THR
6 T 43 ASN
6 T 44 ASP
6 T 56 SER
6 T 98 SER
6 T 105 THR
6 T 121 GLN
6 T 127 ASN
6 T 144 ASN
6 T 169 ARG
6 T 18(E) | GLU
6 T 187 ARG
6 T 203 GLU
6 T 204 ASP
6 T 205 ASN
6 T 208 PHE
6 T 214 TRP
6 T 21(C) | ASN
7 U 40 VAL
7 U 72 ARG
7 U 87 ASN
7 U 121 GLN
7 U 169 GLN
7 U 184 ASN
7 U 197 MET
7 U 217 LYS
7 U 232 ARG
7 U 233 LEU
8 \Y% 55 VAL
8 \Y% 56 THR

Continued on next page...
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Mol | Chain | Res | Type
8 \Y% 68 LEU
8 \Y% 144 GLN
8 \Y% 194 PRO
8 \Y% 197 ARG
9 W 29 ASN
9 W 90 ARG
9 W 160 LEU
9 W 171 TRP
10 X 35 ARG
10 X 70 GLU
10 X 7 GLN
10 X 121 GLU
10 X 155 LEU
10 X 168 MET
11 Y 4 LEU
11 Y 7 ARG
11 Y 8 PHE
11 Y 9 GLN
11 Y 39 PRO
11 Y 65 LEU
11 Y 73 ARG
11 Y 87 VAL
11 Y 100 MET
11 Y 104 TYR
12 Z -7 ASN
12 7 14 LEU
12 7 40 ASN
12 Z 58 ARG
12 Z 70(A) | ASN
12 Z 98 HIS
12 Z 99 THR
12 V/ 115 PRO
12 7 1(I) ASN
12 7 145 TYR
13 1 40 ASN
13 1 62 LEU
13 1 71(A) | ASP
13 1 91 ARG
13 1 93 ASN
13 1 96 TRP
13 1 129 PHE
13 1 14(C) | ARG

Continued on next page...
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Mol | Chain | Res | Type
13 1 149 GLN
13 1 204 LYS
14 2 36 ARG
14 2 70 TYR
14 2 84 LYS
14 2 89 GLU
14 2 10(A) | ASP
14 2 119 VAL
14 2 178 LEU
14 2 18(1) GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (221) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 33 GLN
1 A 97 HIS
1 A 191 HIS
2 B 23 GLN
2 B 71 ASN
2 B 97 GLN
2 B 121 GLN
2 B 125 GLN
2 B 156 ASN
2 B 177 GLN
2 B 218 ASN
3 C 23 GLN
3 C 82 ASN
3 C 97 GLN
3 C 121 GLN
3 C 125 GLN
3 C 150 GLN
3 C 163 GLN
3 C 243 GLN
4 D 23 GLN
4 D 108 ASN
4 D 147 GLN
4 D 161 ASN
4 D 199 GLN
4 D 211 GLN
4 D 218 GLN
4 D 226 ASN
5 E 7 ASN

Continued on next page...
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Mol | Chain | Res | Type
5t E 33 GLN
5 E 64 GLN
5 E 73 HIS
5 E 97 ASN
> E 104 ASN
5t E 121 GLN
5t E 123 ASN
5 E 125 GLN
5 E 156 ASN
5 E 185 ASN
5 E 199 GLN
5 E 2(E) ASN
6 F 23 GLN
6 F 43 ASN
6 F 87 HIS
6 F 90 ASN
6 F 121 GLN
6 F 127 ASN
6 F 192 GLN
7 G 34(A) | ASN
7 G 87 ASN
7 G 118 ASN
7 G 121 GLN
7 G 125 GLN
7 G 170 GLN
7 G 178 ASN
7 G 184 ASN
7 G 228 ASN
8 H 30 ASN
8 H 66 HIS
8 H 91 GLN
8 H 116 HIS
8 H 144 GLN
8 H 165 ASN
8 H 172 ASN
8 H 190 ASN
8 H 195 ASN
9 I 29 ASN
9 I 81 GLN
10 J 54 GLN
10 J 77 GLN
10 J 85 GLN

Continued on next page...
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Mol | Chain | Res | Type
10 J 112 GLN
10 J 186 GLN
10 J 193 GLN
11 K 9 GLN
11 K 53 GLN
11 K 85 ASN
11 K 174 ASN
11 K 190 HIS
11 K 207 ASN
11 K 208 ASN
12 L -9 GLN
12 L -7 ASN
12 L -2 ASN
12 L 20 ASN
12 L 27 ASN
12 L 40 ASN
12 L 46 ASN
12 L 61 ASN
12 L 70(A) | ASN
12 L 82 ASN
12 L 123 GLN
12 L 140 ASN
12 L 14(B) | ASN
12 L 1(I) ASN
12 L 166 HIS
12 L 168 GLN
13 M -7 GLN
13 M 10 ASN
13 M 18 ASN
13 M 40 ASN
13 M 89 GLN
13 M 93 ASN
13 M 149 GLN
13 M 157 ASN
13 M 172 ASN
13 M 191 GLN
14 N 69 GLN
14 N 145 ASN
14 N 157 HIS
14 N 161 GLN
1 O 33 GLN
1 O 97 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 O 191 HIS
2 P 23 GLN
2 P 71 ASN
2 P 97 GLN
2 P 121 GLN
2 P 125 GLN
2 P 156 ASN
2 P 177 GLN
2 P 218 ASN
3 Q 23 GLN
3 Q 82 ASN
3 Q 97 GLN
3 Q 121 GLN
3 Q 125 GLN
3 Q 150 GLN
3 Q 163 GLN
3 Q 243 GLN
4 R 23 GLN
4 R 108 ASN
4 R 114 GLN
4 R 161 ASN
4 R 199 GLN
4 R 211 GLN
4 R 218 GLN
4 R 226 ASN
S S 7 ASN
5 S 33 GLN
d S 64 GLN
d S 73 HIS
d S 97 ASN
5 S 104 ASN
5 S 114 HIS
5t S 121 GLN
5t S 123 ASN
5 S 125 GLN
d S 156 ASN
d S 185 ASN
d S 199 GLN
5t S 2(E) ASN
6 T 23 GLN
6 T 43 ASN
6 T 90 ASN
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Mol | Chain | Res | Type
6 T 121 GLN
6 T 127 ASN
6 T 147 HIS
6 T 192 GLN
7 U 34(A) | ASN
7 U 87 ASN
7 U 118 ASN
7 U 121 GLN
7 U 125 GLN
7 U 170 GLN
7 U 178 ASN
7 U 184 ASN
7 U 228 ASN
8 \Y% 30 ASN
8 \Y% 66 HIS
8 \Y% 144 GLN
8 \Y% 165 ASN
8 \Y% 172 ASN
8 \Y% 190 ASN
9 W 29 ASN
9 W 81 GLN
10 X 54 GLN
10 X 7 GLN
10 X 85 GLN
10 X 112 GLN
10 X 186 GLN
10 X 193 GLN
11 Y 9 GLN
11 Y 53 GLN
11 Y 66 HIS
11 Y 85 ASN
11 Y 174 ASN
11 Y 190 HIS
11 Y 207 ASN
11 Y 208 ASN
12 Z -9 GLN
12 Z -7 ASN
12 Z -2 ASN
12 7 27 ASN
12 7 40 ASN
12 Z 46 ASN
12 Z 61 ASN

Continued on next page...
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Mol | Chain | Res | Type
12 Z 67 HIS
12 Z 70 HIS
12 Z 70(A) | ASN
12 Z 85 HIS
12 Z 123 GLN
12 7 140 ASN
12 7 14(B) | ASN
12 Z 1(I) ASN
12 Z 166 HIS
12 Z 168 GLN
13 1 -7 GLN
13 1 10 ASN
13 1 18 ASN
13 1 40 ASN
13 1 89 GLN
13 1 93 ASN
13 1 149 GLN
13 1 157 ASN
13 1 172 ASN
13 1 191 GLN
14 2 69 GLN
14 2 106 ASN
14 2 145 ASN
14 2 157 HIS
14 2 161 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.
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5.6 Ligand geometry (i)

4 ligands are modelled in this entry.

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

Bond lengths Bond angles

Mol | Type | Chain | Res | Link | I RMSZ | %7 > 2| Counts | RMSZ | #]Z| > 2

15 SY?2 H 7710 8 32,35,35 | 2.14 5 (15%) | 35,4747 | 1.71 8 (22%)

15 SY?2 K 7710 | 11 | 32,35,35 | 2.30 4 (12%) | 35,47,47 | 1.68 7 (20%
15 SY?2 \Y 7710 8 32,35,35 | 2.30 4 (12%) | 35,47,47 | 1.80 8 (22%
15 SY?2 Y 7710 | 11 | 32,3535 | 2.06 4 (12%) | 35,4747 | 1.65 7 (20%

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-” means

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
15 SY?2 H 7710 8 - 3/49/53/53 | 0/0/1/1
15 SY?2 K 7710 | 11 - 2/49/53/53 | 0/0/1/1
15 SY?2 \Y% 7710 8 - 3/49/53/53 | 0/0/1/1
15 SY?2 Y 7710 | 11 - 2/49/53/53 | 0/0/1/1

All (17) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
15 Y 7710 | SY2 | C11-N36 | 2.04 1.50 1.45
15 Y 7710 | SY2 | C28-N30 | 2.05 1.37 1.34
15 H 7710 | SY2 | C22-C26 | 2.14 1.56 1.49
15 V 7710 | SY2 | C27-C28 | 2.31 1.52 1.48
15 K 7710 | SY2 | C11-N36 | 2.42 1.51 1.45
15 K 7710 | SY2 | C28-N30 | 2.61 1.37 1.34
15 H 7710 | SY2 | C27-C28 | 2.68 1.53 1.48
15 H 7710 | SY2 | C28-N30 | 2.70 1.38 1.34
15 \Y% 7710 | SY2 | C28-N30 | 2.95 1.38 1.34
15 H 7710 | SY2 | C23-C22 | 3.23 1.58 1.54

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
15 Y 7710 | SY2 | C23-C22 | 3.66 1.58 1.54

15 v 7710 | SY2 | C23-C22 | 5.66 1.60 1.54

15 K 7710 | SY2 | C23-C22 | 5.93 1.60 1.54

15 Y 7710 | SY2 | C27-C26 | 8.88 1.55 1.32

15 K 7710 | SY2 | C27-C26 | 8.95 1.56 1.32

15 H 7710 | SY2 | C27-C26 | 9.21 1.56 1.32

15 \% 7710 | SY2 | C27-C26 | 9.27 1.56 1.32

All (30) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(®)
15 \Y4 7710 | SY2 | 029-C28-C27 | -3.76 115.77 123.01
15 K 7710 | SY2 C1-C3-N7 -3.61 106.28 113.51
15 \% 7710 | SY2 C5-C4-C3 -3.57 108.03 111.30
15 K 7710 | SY2 | 029-C28-N30 | -3.56 117.94 122.53
15 H 7710 | SY2 | 029-C28-C27 | -3.53 116.22 123.01
15 A4 7710 | SY2 | O29-C28-N30 | -3.52 118.00 122.53
15 Y 7710 | SY2 | 029-C28-C27 | -3.46 116.34 123.01
15 Y 7710 | SY2 | 0O29-C28-N30 | -3.44 118.10 122.53
15 Y 7710 | SY2 C1-C3-N7 | -3.33 106.83 113.51
15 H 7710 | SY2 | 029-C28-N30 | -3.30 118.28 122.53
15 K 7710 | SY2 | 029-C28-C27 | -3.27 116.72 123.01
15 H 7710 | SY2 C5-C4-C3 -2.91 108.64 111.30
15 K 7710 | SY2 | C18-N17-C15 | -2.74 115.49 121.62
15 Y 7710 | SY2 | C18-N17-C15 | -2.67 115.65 121.62
15 H 7710 | SY2 C1-C3-N7 -2.63 108.23 113.51
15 \Y 7710 | SY2 C1-C3-N7 -2.48 108.54 113.51
15 H 7710 | SY2 | C31-N30-C28 | 2.38 125.97 122.41
15 K 7710 | SY2 | C31-N30-C28 | 2.43 126.04 122.41
15 Y 7710 | SY2 N36-C8-N7 | 2.46 119.16 115.08
15 \Y 7710 | SY2 | C31-N30-C28 | 2.50 126.15 122.41
15 K 7710 | SY2 N36-C8-N7 | 2.51 119.23 115.08
15 \% 7710 | SY2 C6-C4-C3 2.57 113.64 111.30
15 Y 7710 | SY2 | C31-N30-C28 | 2.67 126.40 122.41
15 H 7710 | SY2 C6-C4-C3 2.96 114.00 111.30
15 \Y 7710 | SY2 N36-C8-N7 | 3.47 120.82 115.08
15 H 7710 | SY2 N36-C8-N7 | 3.52 120.91 115.08
15 K 7710 | SY2 | C27-C28-N30 | 4.54 125.34 114.87
15 H 7710 | SY2 | C27-C28-N30 | 4.61 125.50 114.87
15 Y 7710 | SY2 | C27-C28-N30 | 4.64 125.55 114.87
15 \% 7710 | SY2 | O27-C28-N30 | 4.93 126.23 114.87

grbe
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There are no chirality outliers.

All (10) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
15 H 7710 | SY2 | C22-C26-C27-C28
15 \Y% 7710 | SY2 | C22-C26-C27-C28
15 Y 7710 | SY2 | 029-C28-N30-C31
15 H 7710 | SY2 | 029-C28-N30-C31
15 Y 7710 | SY2 | C27-C28-N30-C31
15 \Y% 7710 | SY2 | C27-C28-N30-C31
15 K 7710 | SY2 | C27-C28-N30-C31
15 H 7710 | SY2 | C27-C28-N30-C31
15 K 7710 | SY2 | 029-C28-N30-C31
15 \Y% 7710 | SY2 | 029-C28-N30-C31

There are no ring outliers.

2 monomers are involved in 4 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
15 H 7710 | SY2 2 0
15 \Y% 7710 | SY2 2 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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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 250/250 (100%) 0.02 4 (1%) 74 75 17, 35, 65, 90 0
1 O 250/250 (100%) -0.05 3(1%) 81181 16, 36, 66, 89 0
2 B 244 /244 (100%) 0.12 3(1%) 18181 19, 40, 71, 96 0
2 P 244/244 (100%) 0.14 4 (1%) 74 75 20, 40, 70, 96 0
3 C 241/241 (100%) 0.24 5(12%) 67 68 24, 46, 90, 112 0
3 Q 241/241 (100%) 0.28 11 (4%) 36 35 | 25,47,90, 111 0
4 D 242/242 (100%) 0.24 7(2%) 55 55 23, 43, 74, 105 0
4 R 242/242 (100%) 0.16 7 (2%) 55 55 23, 44, 76, 105 0
5 E 233/233 (100%) 0.05 1 (0%) m 23, 40, 66, 86 0
d S 233/233 (100%) 0.09 5(2%) 67 68 24, 40, 66, 86 0
6 F 244/244 (100%) -0.05 1 (0%) I 16, 34, 69, 90 0
6 T 244 /244 (100%) -0.00 1(0%) 193] 194 16, 34, 69, 90 0
7 G 243/243 (100%) -0.02 4 (1%) 74 75 15, 32, 59, 96 0
7 U 243/243 (100%) 0.01 4 (1%) 74 75 17, 32, 59, 96 0
8 H 222/222 (100%) -0.09 2 (0%) 185 |86 14, 28, 46, 92 0
8 \Y 222/222 (100%) -0.11 1(0%) 191193 14, 28, 47, 92 0
9 I 204 /204 (100%) -0.13 0 §100Q 4100 16, 32, 48, 64 0
9 W 204/204 (100%) -0.07 1(0%) 1914493 17, 31, 48, 63 0
10 J 198/198 (100%) -0.03 3(1%) 76 |76 21, 35, 52, 108 0
10 X 198/198 (100%) 0.00 4 (2%) 68 69 21, 35, 52, 109 0
11 K 212/212 (100%) 0.07 4 (1%) 70 70 16, 35, 61, 71 0
11 Y 212/212 (100%) 0.00 3(1%) 78 |17 17, 36, 61, 70 0
12 L 222/222 (100%) -0.05 2 (0%) 185 | 86 19, 32, 56, 71 0
12 / 222/222 (100%) -0.05 2 (0%) 185 | 86 21, 32, 56, 71 0

Continued on next page...
gPDEB
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
13 1 233/233 (100%) -0.13 0 | 14, 28, 42, 50 0
13 M 233/233 (100%) -0.16 0 | 15, 28, 43, 50 0
14 2 196/196 (100%) -0.14 0 | 18, 26, 47, 68 0
14 N 196,196 (100%) -0.12 0 | 17, 26, 47, 68 0
All All 6368/6368 (100%) 0.01 82 (1%) ' 791 1791 | 14, 35, 67, 112 0
All (82) RSRZ outliers are listed below:
Mol | Chain | Res | Type | RSRZ
4 D 12(D) | ALA 10.4
4 R 12(E) | SER 8.5
10 X 193 GLN 8.4
4 D 12(E) | SER 7.5
3 C 55 THR 6.7
7 U 240 ASP 6.7
4 D 12(C) | GLY 6.7
4 D 12(F) | GLY 6.3
4 R 12(D) | ALA 5.7
10 X 192 ALA 5.0
6 F 5 GLY 4.8
1 A 236 LEU 4.8
12 L 145 TYR 4.6
3 Q 56 LEU 4.4
7 G 6 ALA 4.4
3 Q 236 ILE 4.3
3 Q 55 THR 4.2
2 P 21(A) | LYS 4.2
7 G 240 ASP 4.1
2 B 54 VAL 4.1
4 R 12(F) | GLY 3.9
6 T 240 ILE 3.9
12 Z 145 TYR 3.9
4 D 126 ARG 3.8
3 C 56 LEU 3.7
5 S 127 TYR 3.7
7 U 6 ALA 3.5
10 J 193 GLN 3.5
1 O 5 THR 3.4
2 B 218 ASN 3.4
1 0 236 LEU 3.3
10 J 191 GLN 3.3
Continued on next page...
gPDEB
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Mol | Chain | Res | Type | RSRZ
10 J 192 ALA 3.3
4 R 12(C) | GLY 3.2
11 Y 210 ILE 3.1
4 R 126 ARG 2.9
1 O 4 MET 2.9
5t S 233 ILE 2.9
3 Q 240 LYS 2.8
9 W -8 SER 2.8
12 L 14(W) | LYS 2.8
1 A 5 THR 2.8
1 A 4 MET 2.7
7 G 7 GLY 2.7
3 Q 203 THR 2.7
5t S 207 LEU 2.7
5 S 4 PHE 2.7
2 P 54 VAL 2.6
3 C 240 LYS 2.6
11 Y 211 GLY 2.6
8 \Y% 223 ASP 2.5
3 Q 206 GLY 2.5
2 P 217 ALA 2.5
3 Q 210 ILE 2.5
12 Z 14(W) | LYS 2.4
11 Y 104 TYR 2.4
3 S 5 ARG 2.4
3 C 203 THR 2.3
2 B 21(A) | LYS 2.3
11 K 143 LYS 2.3
11 K 211 GLY 2.3
2 P 6 ARG 2.3
10 X 133 TYR 2.3
4 D 207 LEU 2.3
11 K 210 ILE 2.3
3 Q 197 LEU 2.2
8 H 219 VAL 2.2
4 R 121 LEU 2.2
7 G 8 TYR 2.2
11 K 40 PHE 2.2
8 H 223 ASP 2.2
7 U 239 GLN 2.1
4 D 12(G) | GLU 2.1
3 Q 88 LEU 2.1

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
3 Q o4 SER 2.1
5 E 233 ILE 2.1
4 R 127 LEU 2.1
1 A 202 VAL 2.1
3 C 236 ILE 2.1
7 U 8 TYR 2.1
10 X -1 MET 2.0
3 Q 241 GLN 2.0

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

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

6.3 Carbohydrates (i)

There are no 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. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95 percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
15 SY?2 H 7710 | 35/35 0.95 0.23 2.27 32,37,50,51 0
15 SY?2 \Y% 7710 | 35/35 0.95 0.23 2.23 30,37,49,51 0
15 SY?2 Y 7710 | 35/35 0.95 0.21 1.57 24,34,52,54 0
15 SY?2 K 7710 | 35/35 0.95 0.20 0.86 23,33,51,54 0

6.5 Other polymers (i)
There are no such residues in this entry.
grDe
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