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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /XrayValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Xtriage (Phenix) : 1.13
EDS : 211
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

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

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

The reported resolution of this entry is 3.02 A.

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

Metric Percentile Ranks Value
Rfree 0 W 0.287

Clashscore 0 M 19
Ramachandran outliers 0 M 3.9%
Sidechain outliers I 0 W 4 .2%
RSRZ outliers N [I 0.8%

Worse Better
0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 130704 2399 (3.04-3.00)
Clashscore 141614 2734 (3.04-3.00)
Ramachandran outliers 138981 2640 (3.04-3.00)
Sidechain outliers 138945 2643 (3.04-3.00)
RSRZ outliers 127900 2287 (3.04-3.00)

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

Mol | Chain | Length Quality of chain

%

1 A 516 . 63% 33%
%

1 B 516 . 61% 35%
%

1 C 516 . 64% 33%

1 D 516 61% 35%
%

1 E 516 . 61% 35%
%

1 F 516 57% 39%

Continued on next page...
o

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | Length Quality of chain
1 G 516 - 60% 36% o
1 H 516 58% 38% -
1 I 516 58% 38% o
1 J 516 = 58% 38% o
1 K 516 £ 61% 36% o
1 L 516 - 61% 35% o
1 M 516 L 63% 33% o
1 N 516 L 59% 37% o
1 O 516 61% 36% o
1 P 516 58% 38% o
1 Q 516 - 59% 37% o
1 R 516 58% 38% o
1 S 516 64% 33% -
1 T 516 - 61% 35% -
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 82000 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 Capsid protein VP1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 516 4100 2596 708 780 16 0 0 0

Total C N O S
1 B 516 4100 2596 708 780 16 0 0 0

Total C N O S
1 C 516 4100 2596 708 780 16 0 0 0

Total C N 0O S
1 b 516 4100 2596 708 780 16 0 0 0

Total C N O S
1 b >16 4100 2596 708 780 16 0 0 0

Total C N O S
1 K o16 4100 2596 708 780 16 0 0 0

Total C N @) S
1 G 016 4100 2596 708 780 16 0 0 0

Total C N O S
1 H 016 4100 2596 708 780 16 0 0 0

Total C N @) S
1 I 016 4100 2596 708 780 16 0 0 0

Total C N O S
1 J 016 4100 2596 708 780 16 0 0 0

Total C N 0O S
1 K 016 4100 2596 708 780 16 0 0 0

Total C N O S
1 L 016 4100 2596 708 780 16 0 0 0

Total C N O S
1 M 016 4100 2596 708 780 16 0 0 0

Total C N O S
1 N 016 4100 2596 708 780 16 0 0 0

Total C N O S
1 0 016 4100 2596 708 780 16 0 0 0

Total C N O S
1 P 016 4100 2596 708 780 16 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N 0O S
1 Q 516 4100 2596 708 780 16 0 0 0

Total C N O S
1 R 516 4100 2596 708 780 16 0 0 0

Total C N O S
1 S 516 4100 2596 708 780 16 0 0 0

Total C N O S
1 T 516 4100 2596 708 780 16 0 0 0




3SHM

Stretches of 2 or more

33%

63%

Full wwPDB X-ray Structure Validation Report

%

Chain A: .

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

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

above a residue indicates a poor fit to the electron density (RSRZ > 2).
consecutive residues without any outlier are shown as a green connector. Residues present in the

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

3 Residue-property plots (i)

e Molecule 1: Capsid protein VP1

Page 6

8TEN

91€1
STEN

eTEN
c1e1
Tied
0TEN

80€Y
L0€4

CTOEN
T0€I
00€1

L6TH

S6TH

i

88C4
.82H

S8zTd

T8Th

vlcd

CLcH

692N

9TV

S9TL
T9Ts
baen

€462N
CTSTA

0gecd
6%

SveH

6ETA

9ETH

8TCH

§TTSs

PEVT

TEVT

LTHH

€ThS
[447:4

81%a

145729

0T%d

[4ojidi]

+

00%d

L6€3

88EA
L8EY

S8€S

SLe
vled
€LEI

89EY
L9€d
99€4
S9€d
£9€T

19€D

6GEH
8GEY
LSES

S8€1
vaen

vhed

6EES
8EEL

9EEN
SEEN

ween
gged
{44238

0zed

besd
€esy
Tesa

0gsa

LTSH

£C9Y

j34:5)]

I
i

8181
L18I

66%S
867N
L6YN
967N

T6%%
06%S

18%0

S8%Y

£8%0
28%d
8%D
8LYM
9LPY
SL%d
BL%0
09%a

LS%D

99%S

8EVT

LEYd

GETIW

11428

8191

ZT9A
1190
07194

8090
LO9M

TO9Y
0099
66SW

TTLL

LTLN

699d

899d

799

TS9N

8%91

9%9b

€%9d

SEON
vE9T

TE9S

0E9H

8TOH

9z9a

9€LT

TELR
0€LY

9TLd

YTLd

35%

61%

%

Chain B: :

3

e Molecule 1: Capsid protein VP1

91€1
STEN

eTEN
c1e1
Tied
0TEN

80€Y
L0€d

COEN
T0€I
00€1

L6TH

S6TH

3

88C4
.82H

S84

T8TA

vlcd

CLTH

0lza
692N
892§
9TV

S9TL
T9Ts
baen

€462N
CTSTA

0gecd
6%C1

1

SveH

6ETA

9ETH

8TCH

§TTS

45723

0T%d

66€4

L6€3

£6€4
T6ES

3

L8EY

98€S

6LET

LLED

SLeb
vLed
€LET

89€EV
L9€d
99€4
S9€d
@ £E9¢1

19€D

6GEH

LSES

SGeT
v3eA

c¢Geed

vhed

6EES
8EEL

9EEN
SEEN

ween
g€ged
TTER

ozed

8TEN

8LYM

9L%Y
SL%d
BL%D
09%a

LS%D

GS%S

£9%S

0S¥%h

b

8EYT
LEYd

SETH
PEYT

TEPT

LTVH

€T¥S
[4474:5

81%a

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

Full wwPDB X-ray Structure Validation Report 3SHM

Page 7

LO9M

3

TO9V
009D
665
86SA
L6SH

0690
6891
8895
18898
9898
g8sb

T8SA

6LSL

bLSL

TL8d
0LSN

9981
9993
993

298da

6GSNH

LSSN

3

TGS

L%SS

eiohs

THSH

LESH

veSd

€E9Y
2ESA

0gsa

LTSH

€Sy

j14ch]

7694
0692
9893

G89M
7893

2893

089S

8490

k

TLOL

6995

1,994

699d
899d

L

TSON

8%91

9%9b

€%9d

SEON

TE9S

0E9H

8T9H

929a
STOL

£¢9d

TToN

8191

S790

CTT9A
1190
0794

8090

9ELT

TELR
0€LY

9¢TLd

TTLL

LTLN

SOLA

TOLA

6691

969N

Capsid protein VP1

e Molecule 1

%

33%

64%

Chain C

0zeb

8TEN

91€1
STEN

E€TEN
(424
TIEY
OTEN

80€Y
L0€4

COEN
TOET
00€1

LBTH

S62H

3

8824
L8cH

g8cd

T8TA

v.lcd

CLTH

692N
89CS
L9TV

S9TL
292s
vaen
fteta)
[4:(2

08zd
6%2C1

74

6ETA

9ETH

§TTs

8E%T
LEYd

SEYN
PEVT

€91

LTYH

€THS
[447%:

81%a

i45729

0T%d

00%d

L6€3

3

LBEV

98€S

§.eb
vled
E€LE1

L

89EY
L9€d
99g4d
S9ed
¥9ed
£9€T

19€D

6GEH
8GEY
LGES

SGET
wSeEN

vhed

6EES
8EEL

9geN
SEEN

wTen
£Ted
(4428

TPSH
LES
bead

€€
2€Sa

0€9a

LTSH

34°)

1299

8181
LISI

66%S
86N
L6WN
967N

1694
06%S

189D

S8%YH

® £8%W)
8%d
189D

8LYM

9LpY
GLbd
.50
S9%4

09%a

1950

9zoa

L14°)8

8191

TI9A
17190
0194

809h
LO9K

069a
689L

18GS
98GS
G8gh
28GA

6.SL

PLSL

TLGd
04SN

9961
efeleicy
v993

298a

63GGW

LGSN

3

CTGSN

LYSS

SvaN

TELA
0gLY

9TLd

¥TLd

TTLL

LTLN

(49X

SOLK

TOLX

6691

0693

9893

S89M
7893

2894

089S

8.9h

TLOL

6998

1994

699d
899d

*

¥39A

TSON

8%91

9%9h

£€%9d

SEOW
7E9T

TE9S

0E9H

8T9H

9€.LT

b

Capsid protein VP1

e Molecule 1

35%

61%

i

Chain D

8TEN

91€1
STEN

€TeN
z1el
T1EY
0T€X

80€Y

g8cd

T8TA

S.gH
vLlcd

CTLTH

0Lza
69CN
89S
L9TY
S9TL
29Ts
2[4}
€4GTN
TGTA

0Gcd
621

24

6ETA

9€TH

STTs

[447%:S

81%a

25723

0THd

00%d
66€4

L6€d

€6e4d
T6ES

3

LBEY

S8€S

6.1

LLED

SLed
vLEd
€LET

89V
L9ged
994
99€d

£9€T1

T9ED

69EH

LSES

GgeT
YGEN

cGed

728D

8TSI
LTSI

LS%0

GS%S

£9%S

0S%h

7l

8EYT
LEYd

PEVT

TEPT

LTYH

€2T¥S

LO9M

N~ OO
DO PO O
0 00 © ©
me> =20«

0690
6891

189S
984S
g890

T8SA

6.LSL

LSl

TLSd
0LSN

L99%
9981
9993
993

298a

69SH

LSSN

T9SN

L%9S

SPau

THGH

LESH

veqd

£e9)
TeSa

0gsa

LTSH

£€T8Y

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3SHM

Page 8

7694
0692
9893

G89M
7893

2893

089S

8490

TLOL

6998

4994

699d
899d

*

VAL

TSON

8%91

9%9h

€%9d

SEON
€91

TE9S

0E9H

8T9H

929a
ST9L

Capsid prote

£29d

TZou

8191

ZT9A
T190a
0T9Y

8090

9ELT

TELR
0€LY

9¢.Ld

bTld

TTLL

LTLN

cTLa

SOLA

TOLR

6691

969N

VP1

m

e Molecule 1

%

35%

61%

Chain E

COEN
TOEI
00€1

862h
L6TH

S62H

3

8824
L8cH

§98cd

[4:149

j2x4S

[k4:s
692N
89CS
9TV
S9TL
292s
¥9eN

€8z
[4:(4S

08zd
6%21

SvecH

6ETA

9ETH

STTs

LEYd
9EVN

eV
E£EVY

TEPT

6270

LTYH

€THS
(4474

81%a

45729

0T%d

L6€3

3

LBEY

g98€S

TEN

TESa

0€sa

LTSH

£TSY

129D

8161
L16I

66%S
86N
LBTN
96N

1691
06%S

1890

S8%Y

® €8%D
28%d
18%D

8LYM

9L%N
S.vd
7L70
ELVA
TLYS

S9%Y

1991
09%a

1890

SG8%S

£8%S

0s%0

LYPN

(474729
1950

8EPT

TT9A
T19a
0794

809h
LO9HK
909A
€094

0099
66SH

TTLL

LTLN

SOLK

TOLX

6691
8693

969N

7694
€693

0693

9893

S89M
7893

2893

089S

8.9h

TLOL

6995

1,994

6894
899d

L

TS9N

8%91

9%9h

€%9d

SEON
YE9T

TE9S

0E€9H

8CT9H

9zoa

14X

8191

9ELT

TELR
0€LY

9TLd

*

Capsid protein VP1

e Molecule 1

2%

39%

57%

Chain F

3

(A4
TieY
0TEA

80€Y
Logd

coeN
T0€I
00€1

862h
L6ZH

S6cH

i

88C4
.8CH

S84

T8TR

vLTd

CTLTH

0Lca
69z
89TS
L9V

S92l
ToTs
paen
€46TN
(4148

062d
6%C1

SveH

(4448

6ETA

9€TH

0€TD

8TCTH
pX44\s

§TTS

L6€H

b

£6ed
26ES

3

L8EY

48€es

6.1

LLED

g.eb
vled
€LEI

89V
L9ged
99¢g4d
G9€d

£9¢€1

T9€D

6GEH

LGES

4GeT
HGEN

¢sed

0seb

bhed

6EES
8EEL

9EEN
SGEEN

749
€ced
(445’5

0zeD

8TEN

91¢€1
STEN

€TeN

LTYH

P44
CTYH

81%a

25723

0THd

66€d

T8SA

08SA
6.LSL

LSl

TLSd
0LSN

9981
9993
993

299a

69SH

LSSN

3

TGSN

L%SS

Svau

THSH

LESH

veqd

£€9y
2E€8a

0gsa

LTSH

728D

8181
L1681

Ll

2081

66%S
867N
LEPN
967N

T6%%
06%S

*

p99A

TS9N

8%91

9%90

€%9d

SEIN

TE9S

0E9H

8COH

929a
STOL

£29d

11428

8191

9790

CTI9A
1190
0794

8090

0650
689L
889S
189S
984S
fetelely]
%891

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3SHM

Page 9

® 9€L1

E€ELL

TELK
0€.L4

9TLd

YTLd

TTLL

LTLN

(47X

SOLK

TOLK

6691
8694

969N

7694
€694

0693
9893

S89M
7893

2894

089S

8.9b

CTLOL

6995

e Molecule 1

1,994

699d
899d

Capsid protein VP1

%

36%

60%

Chain G

91€1
STEN

eTEN

[4°19

0gecd
6%

SveH

6ETA

9ETH

§TTS

6270

LTYH

€T¥S
[4474:5

81%a

145729

01%d

00%d

L6€d

L8EY

S8€S

SLeD
yLEd
€LEI

89V
L9€d
99e4
99€ed

£9€T1

T9ED

69EH
8GeY
LSES

GSeT
bgea

vved

6EES
8EEL

9EEN
GEEN

el
£ced
(4435

0zZeD

8TEN

TTSD

8781
L7181

66%S
867N
L6PN
967N

T6%%
06%S

L8%b

98%Y

£8%0
28%d
18%D

8LYM

9L%)
SL%d
.70

TLYS

S9%Y

T9%1
09%a

LS%D

SS%S

£9%S

0s%h

LYPN

(4379
15474]

8EYT
LEYd
9EPN

2548
£EY

TEYT

9097

£09d

TOoV
® 009D
665

298a

69SH

LSSN

i

TGSN

L%SS

SPau

TYSH

LESH

veq4d

£€9%
¢eSa

0gsa

LTSH

£TSY

7694
£69)

0692
9893

G89M
7893

2893

089S

8490

TLOL

6995

1,994

699d
899d

L

PG9A

TSON

8%91

9%9b

€%9d

SEON
€91

TE9S

0E9H

8CT9H

Capsid protein VP1

929a

TTou

8191

S19b

CTT9A
7190
0T9¥

8090
LO9M

9ELT

TELR
0E€LY

9TLd

YTLd

CTLL

LTLN

(427X

SOLK

TOLA

6691
8693

969N

e Molecule 1

38%

58%

Chain H

3

8TEN

91€1
STEN

eTeEN
c1e1
Tied
0TEA

80€Y
L0€4

CTOEN
T0€I
00€71

3

862l
L6TH

S6TH

i

8824
.82H

g98cd

28Tk

vlcd

CTLCTH

oLca
692N

9TV

S9TL

29Ts

¥9eN

egen
[4°(4

0gzd
6%21

SveH

6ETA

9ETH

§2TS

£TYS
CTYH
81¥%a
§45728

0T%d

00%d
66€4

L6€d

£6€4

TBES

LBEV

S8ES

6LET

LLED

S.eb
vled
€LEI

89V
L9€d
99€4
S9€d

£9€T

19€D

69EH

LSES

SGET
vSeEL

wTen
£ced
(4438

ozeb

CTOSL

008N
66%S
86N
L6WN
967N

1694
06%S

189D

S8%YH

£8%0
8¥%d
18%D

8LYM

9L%YH
SLvd
L%0

TLYS

9EHN

eV
EEVY

1€Y1

6270
8T¥S
LTHH

0690
689L
88GS
L8GS
98GS
§8gh
%891

283GA

6.LGL

¥LSL

TLSd
04SN

L98Y
9981
9993
953

299d

6GSH

LGSN

i

TGSeN

PALH]

felriebl

TPSH

LESW

veqd

£eaN
[43:(¢}

0€9a

LTSH

€28V

129D

8TSI
LTSI

i

894

089S

890

CTLOL

6995

1994

6994
8894

L

%390

TS9N

8%91

9790

€%9d

SEON
Y€9T

TE9S

0E€9H

8C9H

929a
STOL

11428

8191

ST90

CTOA

869A
L6SH

9ELT

E€ELL

TELK
0€.LY

92Ld

*

CTTLL

LTLN

SGOLX

TOLA

6691
8694

969N

7694
£69)

TE9ON
0692

9893
G89M
7893

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3SHM

Page 10

Capsid protein VP1

e Molecule 1

38%

58%

Chain [

91€1
STEN

eTEN
c1e1
Tied
0TEN

80€Y
L0€d

CTOEN
T0€I
00€71

862h
L6TH

S6TH

i

88C4
.82H

S84

baen
egen
CTSTA

0gecd
6%

SvcH

6ETA

9ETH

8TCTH

§TTS

145729

0Tvd

(40|

00%d
66€4

Legd

£6€4
T6ES

3

L8EY

S8€S

6LET

LLED

SLed
vLed
€LET

89€Y
L9€d
99€4
S9€d

£9€1

19€D

69EH

LSES

feletog
HSEA

¢ged

vhed

6EES
8EEL

9EEN
SEEN

ween
g€ced
{4438

0zel

8TEN

86N
LTI
967N

1691
06%S

88%Y
18%0

S8%Y

£8%0
28%d
18%D

8LYM

9LvY
S.vd
.50

TLYS

S9%Y

09%a

1990

S6%S
¥9%D
£8%S

0s%0

LYW

(474729
1950

8EHT
LEPd
9ETN
SETH
YEVT
EEVY

1€91

629h

LTYH

£€TYS
CTYH

81%a

0690
689L
889S
188S
984S
fetelely]
%891

C8SGA

6.9L

.91

TLGd
0LSN

9991
9993
95
29sa

693N

LSGSN

i

TGSeN

L%9S

feiachs

TPSH

LESW

pesd

€eaN
2eSa

0€9a

LTSH

€9V

129D

8TSI
LTSI

TOSL

66%S

CTLOL

6995

1,994

699d
899d

L

YGoA

TSON

8%91

9790

€%9d

SEON

TE9S

0E9H

8CT9H

9290a
SToL

£2¢9d

11428

8191

ST90

ZT9A
190
0194

809b

9ELT

TELR
0E€LY

9TLd

¥TLd

TTLL

LTLN

cT.La

SOLA

k

Capsid protein VP1

TOLA

@ 6691
8693

969N

7694
€69

0693

9893

S89M
7895

894

089S

e Molecule 1

8.9b

2%

38%

58%

Chain J

eTEN
(A4
TieY
0TEN

80€Y
Logd

coeN
T0€I
00€1

L6TH
96ca
S6cH

3

88c4d
.8CH

S84

T8TR

vLTd

CTLTH
69N
89TS
L9V
S92l
[414Y
652l
LSTX
baen
€462N
{4148

0secd
6%C1

SveH

6E€TA

9€TH

1€ca

8TCH

§TTS

LBEY

98€S

GLeh
vled
ELET
TLEW

0LEA

89€EV
L9€d
99€4d
S9€d
¥9ed
€9€1

19€D
09€eh
6GEH
8GEY
LGES

SGeT

CTEN

0zel

8TEN

9T€T
STEN

967N

T6%%

9LY)
SLvd
.90
SO%Y
09%a

LS%D

GS%S

3

£9%S

05%h
6971

+

Liad]

8EVT
LEYd

SGETIW
PEYT

TEPT

LTYH

P44
CTYH

81%a

125723

0T%d

L0%D

SO07YH

06sd
683L

189S
989S
g8sb

T8SA

6.9L

bLSL

TLGd
0LSN

L98%
9981
G954
v9gd

¢9sd

693G

LSSN

TGSN

L%SS

eiehs

THGH

LESH

besd

€eay
2€esd

0gsa

LTSH

£T8Y

j145)

8181
LTSI

00SN
66%S
867N
L6YN

6995

L994

Y99V

2994

3

8G9d

® 999d
$G9A

24891
TSON

8%91

9%90

€%9d

SEN
YEIT

TE9S

0E9H

8CT9H

VP1

929a

TZou

819I

CTT9A
T19a
0194

809h
LO9M

3

9ELT

TELR
0Ly

9¢Ld

bTLd

TTLL

LTLN

STLA

TTLa
TTLA

60LY

LOLY

SOLA

TOLR

6691

969N

Capsid prote

7694
0693
9893

G89M
%893

2894

0895

e Molecule 1

8490

TLOL
TLOI

m

%

36%

61%

Chain K

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3SHM

Page 11

0zed

8TEN

91€1
STEN

E€TEN
z1e1
TTIEY
0TEN

80€Y
L0€4

CTOEN
TOEI
00€T

LBTH

9624

i

88¢4d
L8TH

g8cd

T8TA

vLlcd

CTLTH

0Lza
69CN
89CS
L9TY

S9TL
29Ts
2[4}
€8N
CTGTA

08ecd
6%

44

6ETA

9€TH

STTs

8T%a
L1973

245723

0T%d

20%h

00%d
66€4

L6€d

£6€4
T6ES

3

LBEY

S8€S

6.€1

LLED

S.eb
vled
€LEI

89V
L9ged
994
99ed

£9€1

T9€D

69EH

LSES

T

S9GeT
YGEA

c¢Ged

vhed

8781
LTSI

TOSL

008N
66%S

S9%Y

09%a

L8%b

99%S

£9%S

0s¥b

13%741]

8EYT
LEYd

SEH
YEYT

TEPT

LTYH

€TYS
CTYH

0LSN

9981
9993
993

2948a

6GSH

LGSN

i

T9SN

L%SS

Shay

THSH

LESH

veqd

ftoeps
TESa

0€8a

LTSH

£TSY

728D

9893
G89M
7892

2893

089S

8.90

TLOL

699S

1994

659d

899d

9oA

TS9N

8%91

9%90

£%9d

157220

SEON
YE9T

TE9S

0E9H

8T9H

929da
STOL

£29d

TTou

8191

9790

CT9A
T19a
0794

8090
LO9M

9ELT

TELR
0€LY

9¢.Ld

bTLd

Capsid prote

TTLL

LTLN

[ 7S

SO0LK

TOLR

6691

969N

e Molecule 1

7694

0693

VP1

m

%

35%

i

61%

Chain L

€TeN
c1el
TTEY
0TEN

80€Y
Logd

COEN
TOEI
00€7T

L6TH
96ca
g6cH

88¢T4d
L8TYH

98cTd

Z8TR

vLTd

CTLTH
692N
89¢S
L9TY
99Tl
T9Ts
pacN
€9CN
TSTA

082d
6%21

S

6ETA

9€TH

T€2a

8CTTH
LTTN

Sees
4441

2TTH

£€T¥S
CTYH

81¥%a

25723

0THd

90%L

L6€d

3

LBEY

S8€ES

SLED
vLed
€LET
TLEW

0LEA

89V
L9ged
99¢e4
S9€d

£9€1

TOED
09eb
69EH
8GEY
LSES

SgeT
paea

vhed

6EES
8EEL

9EEN
SEEN

749
€ced
(4435

0zed

8TEN

91€1
aTeN

LTSH

1

£CSY

T2SD

8181
L1681

Ll

66%S
867N
LBTN
967N

T69%
06%S

L8%0

987y

€8%0
28%d
89D

8LYM
9L¥Y
GLvd
.90

S9%Y

1

09%a

1S90

499%S

£9%S

05%b

15%74]

8E%T

LEYd

YEYT

TEPT

LTYH

06Sa
689L

L88S
9895
fefcle]y]

969N

7694

0693

b

089S

8.9h

9.L9L

YL9X

TLOL

6995

1994

6994
84994

L

TSON

8%91

9790

£€%9d

SEIN
YE9T

TE9S

Capsid protein VP1

0E€9H

8T9H

e Molecule 1

929da

114°)8

8191

ST

9ELT

TELR
0€LY

9TLd

YTLd

CTLL

LTLN

STLA

cTLa

SOLX

TOLA

6691

33%

63%

%
i

Chain M

3

91€1
STEN

€TeN
21e1
T1EY
0T€eN

80€Y
L0g4d

CTOEN
TOEI
00€71

L6TH

S6cH

i

88¢4d
L8TH

RLDWIDE

4a8Td

T8TA

vLlcd

CTLTH

692N
89¢S
L9TY

99TL

29Ts

3

paen
€92N
TSTA

08cd
6%2C1

4

6E€TA

9€TH

8TTH
LTTN

STTS

0O
PROTEIN DATA BANK

erpBe

W



3SHM

Full wwPDB X-ray Structure Validation Report

Page 12

TEPT

LTYH

€T¥S
[4474:S

81%a

145729

0T%d

00%d

L6€d

3

LBEY

S8€S

T8ET
08eL

SLeb
vLEd
€LEI

89V
L9ged
99e4
99€d

£9€71

TOED

69EH
8GeY
LSES

GSeT
vaen

vved

6EES
8EEL

9EEN

TeSa

0gsa

LTSH

€SV

j14°0)

8181
L1681

L5%D

9G%S

4701}

05%b

Lia)]

8EVT
LEYd

SETW
PEYT

CTT9A
1190
0794

8090
LO9M

i

TOoY
0099
6691

0650
@® 68SL

18SS
985S
§8sb

T8SGA

6.9L

.81

TLGd
04SN

L9SY
9981
9953
y9sd

29sa

6GSH

LGSN

i

TGSeN

L%8S

Svad

TPSH

LESW

pesd

TTLL

LTLN

(47X

TOLR

6691

969N

7694

0693

9893

S89M
7892

894

089S

8490

TLOL

699S

1,994

6G9d
849d

L

799

TSON

8%91

9%90

€%9d

SEON
YE9T

TE9S

0E€9H

8COH

9z9a

11428

8191

9ELT

TELR
0ELY

9¢Ld

bTLd

Capsid protein VP1

e Molecule 1

%

37%

59%

Chain N

8TEN

91€1
STEN

E€TEN
21e1
T1€Y
0TEA

80€Y
L0€4

COEN
TOEI
00€1

8620
L6TH

S62H

3

8824
L8TH

§98cd

28TA

j2x4s

CLTH

0Lza
692N
89CS
9TV

S92L

292s

¥9CN

€8z
[4:(4

08zd
6%21

Sy

6ETA

9ETH

STTS

00SN
66%S
86N
LBPN
967N

16941
06%S

8874
1890

S8%Y

£8%0
@ T8%d
18%D

8LYM

9LvY
S.vd
.50

TLYS

SO%Y

09%a

L9%D

S8%S

£39%S

0s%b

LYPN

14479
1950

8E%T
LEYd
9ETN

YEVT
E£EPY

€91

6270

LTYH

€TYS
CTYH

04SN

9981
9993
v9sd

29sa

6GSH

LGSN

i

TGSN

L%9S

eiieds

TPSH

LESW

vesd

€eaN
CTESA

0€9a

LTSH

129D

8TSI
LTSI

TOSL

089S

8490

TLOL

6995

1,994

6G9d
8G9d

L

TSON

8%91

9790

€%9d

SEON

TE9S

O0E9H

8C9H

929a
SToL

£29d

11428

8191

ST90

CTI9A
190
0194

809b

@ 98L1

TELK
0€LY

9¢Ld

TTLL

LTLN

SOLX

TOLR

6691
8694

969N

Capsid protein VP1

]
7694
£69)

0692

9893

S89M
7891

2894

e Molecule 1

36%

61%

Chain O

8TEN

91€1

CTOEN
T0€I
00€7T

862l
L6TH

S6TH

3

88C4
.82H

g8cd

T8Th

vlcd

CLcH

692N
89TS
9TV

S9TL
T9Ts
yaen

egen
[4°19

0gecd
6%C1

SvcH

6ETA

9ETH

8TCH

§TTS

1€Y1

6270

LTYH

€T%S
[447:4

81%a
L1%3

145729

01%d

L6€3

3

LBEY

RLDWIDE

§8€ES

SLED
pLed

vhed

6EES
8EEL

9EEN
SEEN

ween
eged
{448

ozed

0O
PROTEIN DATA BANK

erpBe

W



3SHM

Full wwPDB X-ray Structure Validation Report

3

Page 13

£TSY

T2S8D

8TSI
L18I

66%S
867N
LBYN
967N

T6%%
06%S

L8%0

G874

£8%0
28%d
8%D

8LYM

9L%)
SL%d
.70
£LYA
TLYS

SovH

7991
09%a

LS%D

GS%S

£9%S

05%h

LYPN

(4429
13%474]

8EVT
LEYd
9EPN
GETI
PEYT
€EPY

T19a
0794

8090
LO9M
9097

£09d

To9V
009D
6691

0690
6891
889S
189S
989S
g8sb

T8SA

6LSL

bLSL

TLGd
0LSN

9981
4993
%993

¢9sd

69N

LS8N

CGSN

L%SS

eiiehs

THGH

LESH

besd

€esy
Tesa

0gsa

LTSH

6691
8693

969N

7694

*

TGON

8%91

9790

£%9d

TN

SEIMN
7€9T

TE9S

0E€9H

8T9H

929da

T2oN

8191

ST

CT9A

9ELT

TELR
0€.LY

3

9gLd

*

e Molecule 1

TTLL

LTLN

GOLA

TOLR

in VP1

Capsid prote

38%

58%

Chain P

3

8TEN

9T€T
STEN

E€TEN
C1e1
TTEY
0TEN

80€Y
L0€4

CTOEN
TOEI
00€1

8620
L6TH

S62H

i

8824
L824

§98cd

[4:149

j2x4S

CLTH

0Lza
692N

L9TV

S9TL

292s

¥9eN

€8z
[4:(4S

08zd
6%21

SvecH

6ETA

9€TH

STTS

£TYS
CTYH

81%a

145728

0Thd

66€4

L6€d

£6€4
T6ES

3

LBEV

S8ES

6.1

LLED

GLeb
vLEd
€LE1

89V
L9€d
99€4
S9€d

£9€T

19€D

69EH

LSES

eletoy
YSEL

¢8ed

vhed

6EES

8LYM

OLPY
SL%d
B.L%0

TLYS

S9%Y

09%a

L8%D

99%S

LYPN

THYA
13%41]

8EYT
LEYd
9ETN
SEH
YEYT
£EVY

TEYT

6270

LTYH

TLSd
04SN

9981
9953
v9gd

29s8a

6GSH

LGSN

i

4S8N

L%SS

SHe

THSH

LESW

veqd

€E9N
TESA

0€8a

LTSH

€29V

128D

8181
LTSI

i

089S

8490

TLOL

6995

1994

699d
899d

L

99N

TSON

8791

9%90

8191

CTT9A
1190
0194

809b

9ELT

TELK
0€.LY

9gLd

veld

TTLL

LTLN

(47X

TOLA

6691
8693

969N

Capsid protein VP1

7694
£69)

T6ON
0692

9893
G89M
7893

2893
®

e Molecule 1

37%

3

59%

%
L

Chain Q

€TEN
21el
TrIEd
0TeN

80€Y
L0gd

20eN
TOEI
0081

862h
162H

g6cH

88¢4
L8TYH

G824

66€d

L6€d

£6ed
26ES

3

LBEY

48€es

6L

LLED

SLeD
pLEd
€LEL

89V
L9ged
99¢e4d
G9ed
voed
£9¢€1

T9ED

6GEH

LGES

49GeT
baen

gsed

vved

6EES
8EEL

9EEN
GEEN

449
€ced
(445’5

0zed

8TEN

91€1
STEN

T6%%
® 06%S

88%Y
L8%0

S8%YH
£8%0
28%d
18%D
8LYM
9L%Y
Sl%d
BL%0
ELVA
TLYS
SovH

T9%1
09%a

L5%D

9G%S

£4%S

9EPN

YEYT
EEPY

TE€PT

LCYH

£C¥S
CTYH

8T%a

FA5723

0THd

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3SHM

Page 14

889S
L89S
984S
fetelely]
T89A
6.SL

YLSL

TLGd
0LSN

9981
9993
953

¢9sa

695

LSSN

i

CGSN

L%9S

Svau

THAH

LESH

j34°0)

8181
L1681

TOSL

66%S
867N
LBPN
967N

TLOL

6995

1,994

699d
899d

L

TSON

8%91

9%9b

£€%9d

SEN

TE9S

0E9H

8T9H

929a
SToL

£¢9d

2o

8191

ST90

CT9A
1190
0T9Y

8090
LO9M

€09d

0099
6631
86SA
L6SH

0650
683L

9ELT

TELR
0E€LY

9¢Ld

2TLL

LTLN

SOLA

TOLA

6691
8693

969N

Capsid prote

7694
€693

0693

9893

G89M
7892

2893

0895

e Molecule 1

8490

VP1

m

38%

58%

Chain R

3

80gY
L0gd

ToEN
TOET
00€1

862h
LBTH

g6cH

I

88cd
L8cH

498cd

T8TR

6.2d
8LTL

9LTR

.24

CLTH

692N

L9TY

S9zZL

T9Ts

6520

LSTR

paeN
€92N
[4(S

08zd
6%

Sy

6ETA

9ETH

8TTH
LTTN

§TTs

86X
L6€3

68€D

L8EV
98eb
S8€S

§.eb
vled
€LEI

89EY
L9€d
99€4
S9ed
¥9ed
£9€'T

19€D

69EH

8EEL

9geN
SEEN

TEEL

62€D

9TEL

veen
£ced
CTEA

ozed

L8%0

S8%Y

£8%0
28%d
18%D

8LYM

9L%N

(4479
1950

8EVT
LEYd
9EVN

PeEVT
EEVY

T1€9T

6270

LTYH

3474
(4474

81%a

145728

0Tvd

E0%H

00%d

889S
L89S
989S
fetclely]

T8SA

6.LSL

YLSL

TLGd
0LSN

9981
9993
v993

¢9sa

6935

LSSN

i

TGSN

L%9S

Svau

TYSH

LESH

vesd

TeSa

0€sa

LTSH

€9V

j34°0)]

8181
L1681

66%S
867N
LBTN
967N

06%S

€490
TLOL

6995

1,994

2994

4969d

TSON

8791

9790

€%9d

SEON
€91

TE9S

0E9H

8C9H

929a

T2o%

8191

0650
683L

9€LT

TELR
0€.LY

9TLd

YTLd

TTLL

LTLN

2T.La

SOLK

TOLA

6691
8693

969N

Capsid prote

7694
€691

0693
9893

G89M
7892

2894

089S

e Molecule 1

8490

VP1

m

33%

64%

Chain S

0zed

8TEN

91€1
STEN

E€TEN
(424
TTEY
0TEN

80€Y
L0€4

COEN
T0€I
00€1

L6TH

S62H

i

8824
18cH

§98cd

28TA

j2x4S

CLTH

692N
89CS
L9TV

S9TL
292s
¥9CN
€8z
[4:(4

08zd
6%21

SveH

6ETA

9€TH

STTS

8E%T
LEYd

SEVN
veVT

T€91

LTYH

€T¥S
(447

81%a

145729

0Tvd

L6€3

LBEY

S8€S

ogeN
SeEN

wTen
e€ged
{445}

Sva

TPSH

LESW

bead

€e9N
2€Sa

0€9a

LTSH

€28V

1299

8TSI
LTSI

£8%0
28%d
18%D

8LYM

9LpY
SLbd
7L%0
S9%Y
09%a

189D

9998

£39%S

0s%b

1950

0E9H

8CT9H

929a

15428

8191

ST9b

CTT9A
1190
0194

8090
LO9K

i

0690
689L

189S
984S
G8gh

T8SA

6LSL

PLSL

TL9d
0LSN

L9994
9961
9993
¥993

2948a

6GSH

LSGSN

i

TGSN

LSS

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 3SHM

Page 15

9ELT

TELR
0€LY

9¢Ld

bTLd

TTLL

LTLN

[ 7S

SOLK

TOLA

6691

969N

694
0693
9893

S89M
%893

2893

0898

8490
TLOL

6995

L1994

699d
899d

L

Capsid prote

TS9N

8%91

9%9h

£€%9d

SEONW
€91

ZTE9S

VP1

m

e Molecule 1

%

35%

61%

Chain T

91€1
STEN

eTEN
c1en
TTed
0TEN

80€Y
L0€4

CTOEN
TO€I
00€1

L6TH

S6TH

3

884
,82H

S8Td

T8TA

YLcd

CLTH

0Lza
692N
89TS
L9V

S9TL
T9Ts
baen

€92N
[4:(9

08zd
6%C1

SveH

3

6E€TA

9€TH

8TTH

STTS

145723

0T%d

00%d
66€4

L6€3

£6€4
T6ES

3

L8EY

98€s

6LET

LLED

SLed
vLed
€LET

89€V
L9€d
99€4
S9€d
£9€1

19€D

6GEH

LSES

S96eT
H3eA

c¢4eed

vhed

6EES
8EEL

9EEN
SEEN

ween
gged
(448

0zed

8TEN

CTOSL

008N
66%S
86%N
L6TN
967N

1694
06%S

189D

S8%YH

£8%D
8%d
18%D

8LYM

9L¥Y
8.%d
.70
974
09%a
189D

SG%S

£9%S

0S%h

5474]

8€%T
LE%d

YEVT
1€Y1
LTYH

£T¥S
[447:4

81%a

86SA
L6SH

-
Ll

06sd
683L

L89S
984S
g88h
28SGA
6.9L
PLSL

TL8d
04SN

9981
G984
95
298a

6GSNH

LGSN

3

CGSN

L%SS

SHau

THSH
LESHW
veGd

€E9Y
TESA

0€8a

LTSH

£CSY

728D

8TSI
L18I

2894

089S

8490

CTLOL

699S

1994

64G9d

849d

799A

TS9N

8%91

9%90

€%9d

SEON

TE9S

0E€9H

8COH

929a
STOL

£29d

2o

8191

9790

CTT9A

1190
0194

8090
LO9M

TO9V
0099
663U

9ELT

TELR
0€LY

9gLd

vTLd

TTLL

LTLN

ZT.La

SOLK

TOLA

6691

969N

7694
0692
9893

G89M
7893

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 16 Full wwPDB X-ray Structure Validation Report 3SHM
4 Data and refinement statistics (i)
Property Value Source
Space group H3 Depositor
Cell constants 258.36A  258.36A 612.97A .
Depositor
a, b, c,a, B,y 90.00° 90.00°  120.00°
i (1 o
% Data completeness 23.0 (48.67-3.02) Depositor
(in resolution range) 23.0 (48.67-3.02) EDS
Rinerge 0.08 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.04 (at 3.01A) Xtriage
Refinement program PHENIX 1.7.1 743 Depositor
R R 0.273 , 0.286 Depositor
» Phfree 0.270 , 0.287 DCC
Ryree test set 980 reflections (1.42%) wwPDB-VP
Wilson B-factor (A?) 64.2 Xtriage
Anisotropy 0.841 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.30 , 45.8 EDS
L-test for twinning” <|L| > =043, < L*>=10.25 Xtriage
0.078 for -h,1/3%h-1/37k-1/371,-4/3h-8/3%k
+1/3%
0.060 for -1/3*h+1/3*k+1/3*1,-k,8/3*h+4/
3*k+1/3%1
0.048 for -2/3*h-1/3%k-1/3*1,-1/3%h-2/3*k+
1/3*1,-4/3*h+4/3%k+1/3*
Estimated twinning fraction 0.049 for 1/3*h+2/3*k-1/3*1,-k,-8/3*h-4/3* Xtriage
k-1/3*1
0.059 for —1/3*h—2/3*1£+1/3*1,—2/3*h—1/3*k—
1/3*1,4/3%h-4/3*k-1/3*1
0.057 for -h,2/3*h+1/3*k+1/3*1,4/3*h+8/3
*k-1/3%1
0.136 for h,-h-k,-1
F,,F. correlation 0.88 EDS
Total number of atoms 82000 wwPDB-VP
Average B, all atoms (A?) 89.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 10.62% of the height of the origin peak. No significant pseudotranslation is de-

tected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,

and 0.375, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

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

angles).
. Bond lengths Bond angles
Mol | Chain | pyiar | 4171 <5 | RMSZ | #]2] >5
1 A 0.21 0/4226 0.37 0/5762
1 B 0.21 0/4226 0.37 0/5762
1 C 0.21 0/4226 0.37 0/5762
1 D 0.22 0/4226 0.37 0/5762
1 E 0.21 0/4226 0.37 0/5762
1 F 0.21 0/4226 0.37 0/5762
1 G 0.21 0/4226 0.37 0/5762
1 H 0.22 0/4226 0.37 0/5762
1 I 0.22 0/4226 0.37 0/5762
1 J 0.22 0/4226 0.37 0/5762
1 K 0.21 0/4226 0.37 0/5762
1 L 0.22 0/4226 0.37 0/5762
1 M 0.22 0/4226 0.37 0/5762
1 N 0.21 0/4226 0.37 0/5762
1 ) 0.21 0/4226 0.37 0/5762
1 P 0.22 0/4226 0.37 0/5762
1 Q 0.21 0/4226 0.37 0/5762
1 R 0.22 0/4226 0.37 0/5762
1 S 0.21 0/4226 0.37 0/5762
1 T 0.21 0/4226 0.37 0/5762
All All 0.21 | 0/84520 | 0.37 | 0/115240

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
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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 4100 0 3881 137 1
1 B 4100 0 3881 167 2
1 C 4100 0 3881 133 2
1 D 4100 0 3881 170 1
1 E 4100 0 3881 173 1
1 F 4100 0 3881 213 0
1 G 4100 0 3881 174 1
1 H 4100 0 3881 208 0
1 I 4100 0 3881 207 1
1 J 4100 0 3881 194 2
1 K 4100 0 3881 166 1
1 L 4100 0 3881 167 2
1 M 4100 0 3881 137 5
1 N 4100 0 3881 204 0
1 O 4100 0 3881 168 2
1 P 4100 0 3881 204 0
1 Q 4100 0 3881 203 0
1 R 4100 0 3881 197 3
1 S 4100 0 3881 134 2
1 T 4100 0 3881 170 1

All All 82000 0 77620 2997 15

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 19.

All (2997) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.
Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:J:658:PRO:HG2 1:L:250:PRO:HB3 1.19 1.14
1:J:705:TYR:O 1:R:388:VAL:HG12 1.59 1.03
1:J:397:GLU:HB2 1:L:367:PRO:HB2 1.45 0.98
1:D:359:HIS:HE1 1:E:436:ASN:H 1.03 0.96
1:B:359:HIS:HE1 1:G:436:ASN:H 1.01 0.95
1:J:338:THR:O 1:1:320: GLN:NE2 1.99 0.95
1:J:707:LYS:HG2 1:R:386:GLN:HG2 1.49 0.95
1:K:359:HIS:HE1 1:R:436:ASN:H 0.99 0.95
1:H:436:ASN:H 1:N:359:HIS:HE1 1.02 0.94
1:1:436:ASN:H 1:P:359:HIS:HE1 1.04 0.94
1:0:436:ASN:H 1:T:359:HIS:HE1 1.03 0.94

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

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:J:658:PRO:HG2 1:L:250:PRO:CB 1.97 0.94
1:F:436:ASN:H 1:1:359:HIS:HE1 1.01 0.93
1:N:436:ASN:H 1:Q:359:HIS:HE1 1.00 0.93
1:H:359:HIS:HE1 1:Q:436:ASN:H 1.05 0.93
1:I:658:PRO:HG2 1:R:250:PRO:HB3 1.49 0.92
1:F:359:HIS:HE1 1:P:436:ASN:H 1.00 0.89
1:E:298:GLN:HE22 1:1:698:GLU:H 1.20 0.88
1:E:698:GLU:H 1:1:298:GLN:HE22 1.21 0.88
1:J:705:TYR:HA 1:R:389:GLY:HA3 1.56 0.88
1:F:298:GLN:HE22 1:R:698:GLU:H 1.21 0.87
1:0:698:GLU:H 1:Q:298:GLN:HE22 1.21 0.87
1:H:658:PRO:HG2 1:0:250:PRO:HB3 1.55 0.87
1:J:662:PHE:HE?2 1:1L:360: GLN:HG3 1.38 0.87
1:A:658:PRO:HG2 1:M:250:PRO:HB3 1.57 0.86
1:E:250:PRO:HB3 1:P:658:PRO:HG2 1.57 0.86
1:0:519:ASN:HB2 1:0:520:PRO:HD2 1.58 0.86
1:F:519:ASN:HB2 1:F:520:PRO:HD?2 1.58 0.86
1:J:519:ASN:HB2 1:J:520:PRO:HD2 1.58 0.86
1:0:298:GLN:HE22 1:Q:698:GLU:H 1.22 0.86
1:A:519:ASN:HB2 1:A:520:PRO:HD2 1.58 0.85
1:1:519:ASN:HB2 1:1:520:PRO:HD2 1.58 0.85
1:K:519:ASN:HB2 1:K:520:PRO:HD2 1.59 0.85
1:D:519:ASN:HB2 1:D:520:PRO:HD2 1.58 0.85
1:C:519:ASN:HB2 1:C:520:PRO:HD2 1.58 0.85
1:E:519:ASN:HB2 1:E:520:PRO:HD2 1.58 0.85
1:G:698:GLU:H 1:N:298:GLN:HE22 1.25 0.84
1:F:250:PRO:HB3 1:K:658: PRO:HG2 1.57 0.84
1:Q:519:ASN:HB2 1:Q:520:PRO:HD?2 1.58 0.84
1:H:519:ASN:HB2 1:H:520:PRO:HD2 1.58 0.84
1:T:519:ASN:HB2 1:T:520:PRO:HD2 1.58 0.84
1:1:519:ASN:HB2 1:L:520:PRO:HD2 1.58 0.84
1:B:250:PRO:HB3 1:C:658:PRO:HG2 1.59 0.84
1:M:519:ASN:HB2 1:M:520:PRO:HD2 1.59 0.84
1:M:658:PRO:HG2 1:T:250:PRO:HB3 1.60 0.83
1:G:519:ASN:HB2 1:G:520:PRO:HD2 1.58 0.83
1:F:359:HIS:CE1 1:P:436:ASN:H 1.93 0.83
1:D:250:PRO:HB3 1:L:658:PRO:HG2 1.59 0.83
1:F:698:GLU:H 1:R:298:GLN:HE22 1.20 0.83
1:B:658:PRO:HG2 1:N:250:PRO:HB3 1.59 0.83
1:N:519:ASN:HB2 1:N:520:PRO:HD2 1.59 0.83
1:F:658:PRO:HG2 1:H:250:PRO:HB3 1.59 0.83

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

1:G:250:PRO:HB3 1:Q:658:PRO:HG2 1.59 0.83
1:J:707:LYS:HG2 1:R:386:GLN:CG 2.08 0.83
1:B:519:ASN:HB2 1:B:520:PRO:HD2 1.59 0.82
1:S:519:ASN:HB2 1:S5:520:PRO:HD2 1.58 0.82
1:P:519:ASN:HB2 1:P:520:PRO:HD2 1.58 0.82
1:D:658:PRO:HG2 1:1:250:PRO:HB3 1.61 0.82
1:J:662:PHE:CE2 1:1:360: GLN:HG3 2.15 0.82
1:H:698:GLU:H 1:P:298:GLN:HE22 1.26 0.82
1:R:519:ASN:HB2 1:R:520:PRO:HD2 1.58 0.82
1:H:298: GLN:HE22 1:P:698:GLU:H 1.24 0.82
1:J:320:GLN:NE2 1:R:338: THR:O 2.13 0.81
1:B:359:HIS:CE1 1:G:436:ASN:H 1.94 0.81
1:Q:250:PRO:HB3 1:T:658:PRO:HG2 1.61 0.81
1:K:250:PRO:HB3 1:S:658:PRO:HG2 1.61 0.81
1:G:298:GLN:HE22 1:N:698:GLU:H 1.23 0.81
1:C:250:PRO:HB3 1:E:658:PRO:HG2 1.62 0.81
1:H:436:ASN:H 1:N:359:HIS:CE1 1.95 0.81
1:0:658:PRO:HG2 1:S:250:PRO:HB3 1.61 0.81
1:K:359:HIS:CE1 1:R:436:ASN:H 1.92 0.80
1:A:250:PRO:HB3 1:G:658:PRO:HG2 1.63 0.80
1:N:658:PRO:HG2 1:P:250:PRO:HB3 1.62 0.80
1:J:655:PRO:HG3 1:1:370:VAL:HG11 1.63 0.80
1:F:436:ASN:H 1:1:359:HIS:CE1 1.94 0.80
1:K:393:PHE:H 1:R:696:ASN:ND2 1.79 0.79
1:N:436:ASN:H 1:QQ:359:HIS:CE1 1.93 0.79
1:C:310:LYS:NZ 1:C:686:GLU:OE2 2.16 0.78
1:J:402:GLN:HG3 1:L:227:ASN:OD1 1.82 0.78
1:F:393:PHE:H 1:P:696:ASN:ND2 1.82 0.78
1:N:696:ASN:ND2 1:Q:393:PHE:H 1.83 0.77
1:B:393:PHE:H 1:G:696:ASN:ND2 1.83 0.76
1:J:671:1ILE:HD11 1:L:674: TYR:OH 1.86 0.76
1:H:601:ALA:HB2 1:QQ:601:ALA:HB2 1.68 0.76
1:F:497:ASN:ND2 1:P:588:SER:O 2.18 0.76
1:J:397:GLU:CB 1:L:367:PRO:HB2 2.16 0.76
1:F:310:LYS:NZ 1:F:686:GLU:OE2 2.17 0.76
1:0:310:LYS:NZ 1:0:686:GLU:OE2 2.17 0.75
1:E:310:LYS:NZ 1:E:686:GLU:OE2 2.17 0.75
1:F:696:ASN:ND2 1:1:393:PHE:H 1.84 0.75
1:D:601:ALA:HB2 1:E:601:ALA:HB2 1.68 0.75
1:P:310:LYS:NZ 1:P:686:GLU:OE2 2.17 0.75
1:0:436:ASN:H 1:T:359:HIS:CE1 1.96 0.75

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

1:B:310:LYS:NZ 1:B:686:GLU:OE2 2.18 0.75
1:H:696:ASN:ND2 1:N:393:PHE:H 1.83 0.75
1:D:359:HIS:CE1 1:E:436:ASN:H 1.96 0.74
1:1L:310:LYS:NZ 1:L:686:GLU:OE2 2.16 0.74
1:N:588:SER:O 1:Q:497:ASN:ND2 2.20 0.74
1:K:359:HIS:HE1 1:R:436:ASN:N 1.82 0.74
1:T:310:LYS:NZ 1:T:686:GLU:OE2 2.17 0.74
1:K:601:ALA:HB2 1:R:601:ALA:HB2 1.70 0.74
1:0:696:ASN:ND2 1:T:393:PHE:H 1.85 0.74
1:F:379:LEU:HD13 1:P:433:ARG:HG3 1.70 0.74
1:S:287:ARG:HH21 1:S:289:HIS:CE1 2.06 0.73
1:F:588:SER:O 1:1:497:ASN:ND2 2.20 0.73
1:C:287:ARG:HH21 1:C:289:HIS:CE1 2.06 0.73
1:0:601:ALA:HB2 1:T:601:ALA:HB2 1.69 0.73
1:D:287:ARG:HH21 1:D:289:HIS:CE1 2.07 0.73
1:Q:287:ARG:HH21 1:Q:289:HIS:CE1 2.07 0.73
1:M:310:LYS:NZ 1:M:686:GLU:OE2 2.18 0.73
1:D:310:LYS:NZ 1:D:686:GLU:OE2 2.18 0.73
1:H:287:ARG:HH21 1:H:289:HIS:CE1 2.07 0.73
1:M:287:ARG:HH21 1:M:289:HIS:CE1 2.07 0.73
1:F:287:ARG:HH21 1:F:289:HIS:CE1 2.07 0.73
1:G:287:ARG:HH21 1:G:289:HIS:CE1 2.07 0.72
1:S:310:LYS:NZ 1:S:686:GLU:OE2 2.17 0.72
1:1:287:ARG:HH21 1:1:289:HIS:CE1 2.07 0.72
1:E:287:ARG:HH21 1:E:289:HIS:CE1 2.06 0.72
1:H:310:LYS:NZ 1:H:686:GLU:OE2 2.18 0.72
1:T:287:ARG:HH21 1:T:289:HIS:CE1 2.08 0.72
1:H:393:PHE:H 1:Q:696:ASN:ND2 1.88 0.72
1:L:287:ARG:HH21 1:1:289:HIS:CE1 2.08 0.72
1:P:287:ARG:HH21 1:P:289:HIS:CE1 2.08 0.72
1:K:287:ARG:HH21 1:K:289:HIS:CE1 2.08 0.72
1:1:588:SER:O 1:P:497:ASN:ND2 2.23 0.72
1:R:287:ARG:HH21 1:R:289:HIS:CE1 2.07 0.72
1:1:601:ALA:HB2 1:P:601:ALA:HB2 1.72 0.72
1:B:497:ASN:ND2 1:G:588:SER:O 2.22 0.72
1:K:310:LYS:NZ 1:K:686:GLU:OE2 2.17 0.72
1:Q:310:LYS:NZ 1:Q:686:GLU:OE2 2.17 0.72
1:B:287:ARG:HH21 1:B:289:HIS:CE1 2.08 0.72
1:D:393:PHE:H 1:E:696:ASN:ND2 1.86 0.72
1:G:310:LYS:NZ 1:G:686:GLU:OE2 2.17 0.72
1:J:287:ARG:HH21 1:J:289:HIS:CE1 2.08 0.72

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

1:J:530:ASP:O 1:J:532:ASP:N 2.23 0.72
1:T:530:ASP:O 1:T:532:ASP:N 2.23 0.72
1:C:530:ASP:O 1:C:532:ASP:N 2.23 0.71
1:K:530:ASP:O 1:K:532:ASP:N 2.23 0.71
1:H:359:HIS:CE1 1:Q:436:ASN:H 1.98 0.71
1:B:530:ASP:0O 1:B:532:ASP:N 2.23 0.71
1:L:530:ASP:O 1:L:532:ASP:N 2.23 0.71
1:0:287:ARG:HH21 1:0:289:HIS:CE1 2.07 0.71
1:P:530:ASP:0O 1:P:532:ASP:N 2.23 0.71
1:R:530:ASP:O 1:R:532:ASP:N 2.23 0.71
1:H:530:ASP:O 1:H:532:ASP:N 2.23 0.71
1:A:287:ARG:HH21 1:A:289:HIS:CE1 2.08 0.71
1:E:530:ASP:O 1:E:532:ASP:N 2.24 0.71
1:Q:530:ASP:O 1:QQ:532:ASP:N 2.24 0.71
1:N:287:ARG:HH21 1:N:289:HIS:CE1 2.07 0.71
1:F:530:ASP:O 1:F:532:ASP:N 2.24 0.71
1:1:354:VAL:H 1:1:646: GLN:NE2 1.89 0.71
1:M:530:ASP:O 1:M:532:ASP:N 2.24 0.71
1:N:530:ASP:O 1:N:532:ASP:N 2.24 0.71
1:B:354:VAL:H 1:B:646:GLN:NE2 1.89 0.71
1:J:709:ALA:O 1:R:259:GLN:NE2 2.22 0.71
1:G:354:VAL:H 1:G:646:GLN:NE2 1.89 0.70
1:1:530:ASP:O 1:1:532:ASP:N 2.24 0.70
1:L:508:LYS:HB3 1:L:517:ILE:HA 1.73 0.70
1:0:508:LYS:HB3 1:0:517:ILE:HA 1.73 0.70
1:R:508:LYS:HB3 1:R:517:ILE:HA 1.73 0.70
1:S:530:ASP:O 1:S:532:ASP:N 2.23 0.70
1:A:508:LYS:HB3 1:A:517:ILE:HA 1.73 0.70
1:E:354:VAL:H 1:E:646:GLN:NE2 1.90 0.70
1:1:310:LYS:NZ 1:1:686:GLU:OE2 2.17 0.70
1:L:678:GLN:N 1:L:678:GLN:OE1 2.24 0.70
1:D:354:VAL:H 1:D:646:GLN:NE2 1.89 0.70
1:0:588:SER:O 1:T:497:ASN:ND2 2.23 0.70
1:QQ:354:VAL:H 1:Q:646:GLN:NE2 1.89 0.70
1:T:354:VAL:H 1:17:646:GLN:NE2 1.89 0.70
1:A:310:LYS:NZ 1:A:686:GLU:OE2 2.17 0.70
1:F:582:VAL:HB 1:F:592:ALA:HB1 1.74 0.70
1:G:508:LYS:HB3 1:G:517:ILE:HA 1.73 0.70
1:B:601:ALA:HB2 1:G:601:ALA:HB2 1.72 0.70
1:H:508:LYS:HB3 1:H:517:ILE:HA 1.74 0.70
1:M:508:LYS:HB3 1:M:517:ILE:HA 1.74 0.70
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1:N:601:ALA:HB2 1:Q:601:ALA:HB2 1.73 0.70
1:D:530:ASP:O 1:D:532:ASP:N 2.23 0.70
1:N:310:LYS:NZ 1:N:686:GLU:OE2 2.18 0.70
1:0:530:ASP:O 1:0:532:ASP:N 2.24 0.70
1:R:678:GLN:OE1 1:R:678:GLN:N 2.25 0.70
1:G:582:VAL:HB 1:G:592:ALA:HB1 1.74 0.70
1:H:433:ARG:HG3 | 1:N:379:LEU:HD13 1.73 0.70
1:C:582:VAL:HB 1:C:592:ALA:HB1 1.74 0.70
1:E:508:LYS:HB3 1:E:517:ILE:HA 1.73 0.70
1:K:582:VAL:HB 1:K:592:ALA:HB1 1.74 0.70
1:1:696:ASN:ND?2 1:P:393:PHE:H 1.88 0.70
1:J:707:LYS:CG 1:R:386:GLN:HG2 2.21 0.70
1:S:582:VAL:HB 1:S:592:ALA:HB1 1.73 0.70
1:A:530:ASP:O 1:A:532:ASP:N 2.24 0.70
1:J:678:GLN:N 1:J:678:GLN:OE1 2.25 0.70
1:M:678:GLN:OE1 1:M:678: GLN:N 2.24 0.70
1:S:678:GLN:N 1:S:678:GLN:OE1 2.25 0.70
1:A:336:ASN:HD22 1:A:339:SER:HB2 1.57 0.70
1:A:354:VAL:H 1:A:646:GLN:NE2 1.89 0.70
1:K:354:VAL:H 1:K:646:GLN:NE2 1.90 0.70
1:N:508:LYS:HB3 1:N:517:ILE:HA 1.74 0.70
1:B:582:VAL:HB 1:B:592:ALA:HB1 1.74 0.69
1:J:354:VAL:H 1:J:646:GLN:NE2 1.90 0.69
1:S:336:ASN:HD22 1:S5:339:SER:HB2 1.57 0.69
1:C:678:GLN:N 1:C:678:GLN:OE1 2.25 0.69
1:D:508:LYS:HB3 1:D:517:ILE:HA 1.74 0.69
1:G:530:ASP:O 1:G:532:ASP:N 2.24 0.69
1:P:354:VAL:H 1:P:646:GLN:NE2 1.90 0.69
1:H:582:VAL:HB 1:H:592:ALA:HB1 1.74 0.69
1:Q:508:LYS:HB3 1:Q:517:ILE:HA 1.74 0.69
1:D:678:GLN:N 1:D:678:GLN:OE1 2.25 0.69
1:H:588:SER:O 1:N:497:ASN:ND2 2.23 0.69
1:H:678:GLN:OFE1 1:H:678:GLN:N 2.26 0.69
1:1:508:LYS:HB3 1:I:517:ILE:HA 1.74 0.69
1:J:582:VAL:HB 1:J:592:ALA:HB1 1.74 0.69
1:M:354:VAL:H 1:M:646:GLN:NE2 1.89 0.69
1:P:336:ASN:HD22 1:P:339:SER:HB2 1.57 0.69
1:E:336:ASN:HD22 1:E:339:SER:HB2 1.58 0.69
1:K:678:GLN:N 1:K:678:GLN:OFE1 2.26 0.69
1:H:497:ASN:ND2 1:Q:588:SER:O 2.26 0.69
1:T:582:VAL:HB 1:T:592:ALA:HB1 1.74 0.69
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Atom-1 Atom-2 distance (A) | overlap (A)

1:T:678:GLN:OE1 1:T:678:GLN:N 2.25 0.69
1:A:582:VAL:HB 1:A:592:ALA:HB1 1.73 0.69
1:C:354:VAL:H 1:C:646:GLN:NE2 1.90 0.69
1:G:678:GLN:N 1:G:678:GLN:OE1 2.26 0.69
1:F:436:ASN:N 1:1:359:HIS:HE1 1.84 0.69
1:M:336:ASN:HD22 | 1:M:339:SER:HB2 1.57 0.69
1:N:436:ASN:N 1:Q:359:HIS:HE1 1.83 0.69
1:R:582:VAL:HB 1:R:592:ALA:HB1 1.74 0.69
1:R:310:LYS:NZ 1:R:686:GLU:OE2 2.17 0.69
1:1:436:ASN:H 1:P:359:HIS:CE1 1.97 0.69
1:K:508:LYS:HB3 1:K:517:ILE:HA 1.74 0.69
1:0:678:GLN:OE1 1:0:678:GLN:N 2.26 0.69
1:N:433:ARG:HG3 | 1:Q:379:LEU:HD13 1.75 0.69
1:B:678:GLN:OE1 1:B:678:GLN:N 2.26 0.69
1:D:582:VAL:HB 1:D:592:ALA:HB1 1.74 0.69
1:H:354:VAL:H 1:H:646:GLN:NE2 1.90 0.69
1:Q:678:GLN:OE1 1:Q:678:GLN:N 2.25 0.69
1:F:601:ALA:HB2 1:1:601:ALA:HB2 1.72 0.69
1:H:436:ASN:N 1:N:359:HIS:HE1 1.85 0.69
1:R:354:VAL:H 1:R:646:GLN:NE2 1.90 0.69
1:S:354:VAL:H 1:S:646:GLN:NE2 1.90 0.69
1:F:336:ASN:HD22 1:F:339:SER:HB2 1.57 0.69
1:F:433:ARG:HG3 1:1:379:LEU:HD13 1.75 0.69
1:N:582:VAL:HB 1:N:592:ALA:HB1 1.74 0.69
1:1:397:GLU:HB2 1:R:367:PRO:HB2 1.75 0.69
1:T:336:ASN:HD22 1:T:339:SER:HB2 1.57 0.69
1:C:336:ASN:HD22 1:C:339:SER:HB2 1.57 0.69
1:F:508:LYS:HB3 1:F:517:ILE:HA 1.74 0.69
1:F:678:GLN:OE1 1:F:678: GLN:N 2.25 0.69
1:M:272:HIS:HD1 1:M:385:SER:HG 1.41 0.69
1:0:354:VAL:H 1:0:646:GLN:NE2 1.90 0.69
1:QQ:582:VAL:HB 1:QQ:592:ALA:HB1 1.75 0.69
1:D:336:ASN:HD22 1:D:339:SER:HB2 1.58 0.68
1:P:508:LYS:HB3 1:P:517:ILE:HA 1.74 0.68
1:S:508:LYS:HB3 1:S:517:ILE:HA 1.73 0.68
1:F:354:VAL:H 1:F:646:GLN:NE2 1.89 0.68
1:1:678:GLN:OE1 1:1:678: GLN:N 2.26 0.68
1:N:354:VAL:H 1:N:646:GLN:NE2 1.91 0.68
1:N:678:GLN:N 1:N:678:GLN:OFE1 2.25 0.68
1:0:582:VAL:HB 1:0:592:ALA:HB1 1.74 0.68
1:1:436: ASN:N 1:P:359:HIS:HE1 1.87 0.68
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1:T:508:LYS:HB3 1:T:517:ILE:HA 1.73 0.68
1:J:508:LYS:HB3 1:J:517:ILE:HA 1.73 0.68
1:K:336:ASN:HD22 1:K:339:SER:HB2 1.58 0.68
1:A:678:GLN:OE1 1:A:678:GLN:N 2.26 0.68
1:B:527:HIS:NE2 1:B:532:ASP:0OD1 2.27 0.68
1:1:336:ASN:HD22 1:1:339:SER:HB2 1.59 0.68
1:1:354:VAL:H 1:L:646:GLN:NE2 1.90 0.68
1:L:582:VAL:HB 1:L:592:ALA:HB1 1.74 0.68
1:0:336:ASN:HD22 1:0:339:SER:HB2 1.58 0.68
1:0:436:ASN:N 1:T:359:HIS:HE1 1.87 0.68
1:E:582:VAL:HB 1:E:592:ALA:HB1 1.74 0.68
1:J:652: THR:HG21 1:L:678: GLN:NE2 2.08 0.68
1:M:582:VAL:HB 1:M:592:ALA:HB1 1.74 0.68
1:QQ:336:ASN:HD22 1:Q:339:SER:HB2 1.58 0.68
1:B:336:ASN:HD22 1:B:339:SER:HB2 1.57 0.68
1:B:379:.LEU:HD13 | 1:G:433:ARG:HG3 1.75 0.68
1:C:508:LYS:HB3 1:C:517:ILE:HA 1.73 0.68
1:H:519:ASN:HB3 1:Q:475:PRO:HA 1.75 0.68
1:1:582:VAL:HB 1:1:592:ALA:HB1 1.74 0.68
1:K:519:ASN:HB3 1:R:475:PRO:HA 1.74 0.68
1:D:497:ASN:ND2 1:E:588:SER:O 2.25 0.68
1:E:678:GLN:OE1 1:E:678:GLN:N 2.27 0.68
1:H:601:ALA:HB2 1:N:601:ALA:HB2 1.75 0.68
1:1:630:HIS:O 1:1L:632:SER:N 2.24 0.68
1:P:678:GLN:OE1 1:P:678:GLN:N 2.26 0.68
1:H:359:HIS:HE1 1:Q:436:ASN:N 1.88 0.68
1:K:497:ASN:ND2 1:R:588:SER:O 2.27 0.68
1:N:272:HIS:HD1 1:N:385:SER:HG 1.41 0.68
1:N:336:ASN:HD22 1:N:339:SER:HB2 1.58 0.67
1:R:519:ASN:HB2 1:R:520:PRO:CD 2.25 0.67
1:B:508:LYS:HB3 1:B:517:1ILE:HA 1.74 0.67
1:J:336:ASN:HD22 1:J:339:SER:HB2 1.58 0.67
1:R:498:ASN:O 1:R:499:SER:OG 2.13 0.67
1:0:527:HIS:NE2 1:0:532:ASP:OD1 2.28 0.67
1:P:582:VAL:HB 1:P:592:ALA:HB1 1.74 0.67
1:T:272:HIS:HD1 1:T:385:SER:HG 1.40 0.67
1:D:498:ASN:O 1:D:499:SER:OG 2.12 0.67
1:H:336:ASN:HD22 1:H:339:SER:HB2 1.59 0.67
1:H:630:HIS:O 1:H:632:SER:N 2.25 0.67
1:J:310:LYS:NZ 1:J:686:GLU:OE2 2.18 0.67
1:R:336:ASN:HD22 1:R:339:SER:HB2 1.58 0.67
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1:B:361:GLY:HA3 1:B:374:PRO:HG3 1.77 0.67
1:F:361:GLY:HA3 1:F:374:PRO:HG3 1.77 0.67
1:1:361:GLY:HA3 1:1:374:PRO:HG3 1.77 0.67
1:D:519:ASN:HB2 1:D:520:PRO:CD 2.25 0.67
1:F:630:HIS:O 1:F:632:SER:N 2.24 0.67
1:G:336:ASN:HD22 1:G:339:SER:HB2 1.57 0.67
1:A:630:HIS:O 1:A:632:SER:N 2.25 0.67
1:D:272:HIS:HD1 1:D:385:SER:HG 1.42 0.67
1:1:519:ASN:HB2 1:1:520:PRO:CD 2.25 0.67
1:1:336:ASN:HD22 1:1:339:SER:HB2 1.58 0.67
1:N:630:HIS:O 1:N:632:SER:N 2.25 0.67
1:0:519:ASN:HB2 1:0:520:PRO:CD 2.25 0.67
1:P:361:GLY:HA3 1:P:374:PRO:HG3 1.77 0.67
1:C:272:HIS:HD1 1:C:385:SER:HG 1.41 0.67
1:0:475:PRO:HA 1:T:519:ASN:HB3 1.77 0.67
1:C:519:ASN:HB2 1:C:520:PRO:CD 2.25 0.67
1:H:361:GLY:HA3 1:H:374:PRO:HG3 1.77 0.67
1:A:519:ASN:HB?2 1:A:520:PRO:CD 2.25 0.66
1:G:361:GLY:HA3 1:G:374:PRO:HG3 1.77 0.66
1:1:433:ARG:HG3 1:P:379:LEU:HD13 1.77 0.66
1:L:361:GLY:HA3 1:1L:374:PRO:HG3 1.77 0.66
1:N:361:GLY:HA3 1:N:374:PRO:HG3 1.77 0.66
1:N:397:GLU:HG3 1:P:368:ALA:HB2 1.77 0.66
1:T:361:GLY:HA3 1:T:374:PRO:HG3 1.77 0.66
1:J:361:GLY:HA3 1:J:374:PRO:HG3 1.76 0.66
1:J:519:ASN:HB2 1:J:520:PRO:CD 2.24 0.66
1:B:519:ASN:HB2 1:B:520:PRO:CD 2.25 0.66
1:F:359:HIS:HE1 1:P:436:ASN:N 1.83 0.66
1:K:527:HIS:NE2 1:K:532:ASP:0OD1 2.29 0.66
1:J:527:HIS:NE2 1:J:532:ASP:0OD1 2.29 0.66
1:K:361:GLY:HA3 1:K:374:PRO:HG3 1.77 0.66
1:M:519:ASN:HB2 1:M:520:PRO:CD 2.25 0.66
1:K:379:LEU:HD13 | 1:R:433:ARG:HG3 1.76 0.66
1:F:399:PHE:CZ 1:P:693:LYS:HD3 2.31 0.66
1:G:519:ASN:HB2 1:G:520:PRO:CD 2.25 0.66
1:0:361:GLY:HA3 1:0:374:PRO:HG3 1.76 0.66
1:Q:361:GLY:HA3 1:Q:374:PRO:HG3 1.77 0.66
1:F:601:ALA:HB2 1:P:601:ALA:HB2 1.77 0.66
1:H:519:ASN:HB2 1:H:520:PRO:CD 2.25 0.66
1:S:361:GLY:HA3 1:S:374:PRO:HG3 1.77 0.66
1:D:361:GLY:HA3 1:D:374:PRO:HG3 1.77 0.66
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1:E:519:ASN:HB2 1:E:520:PRO:CD 2.25 0.66
1:F:519:ASN:HB2 1:F:520:PRO:CD 2.25 0.66
1:J:296:ASP:0D2 1:R:398: TYR:OH 2.13 0.66
1:H:358:ALA:HB1 1:Q:442: TYR:CZ 2.30 0.66
1:T:225:SER:HB3 1:T:318:ASN:H 1.61 0.66
1:M:527:HIS:NE2 1:M:532:ASP:0OD1 2.29 0.66
1:M:361:GLY:HA3 1:M:374:PRO:HG3 1.77 0.66
1:1:397:GLU:HG3 1:R:368:ALA:HB2 1.77 0.66
1:E:361:GLY:HA3 1:E:374:PRO:HG3 1.77 0.66
1:Q:527:HIS:NE2 1:Q:532:ASP:0OD1 2.29 0.66
1:R:361:GLY:HA3 1:R:374:PRO:HG3 1.77 0.66
1:N:519:ASN:HB2 1:N:520:PRO:CD 2.26 0.65
1:N:527:HIS:NE2 1:N:532:ASP:OD1 2.29 0.65
1:K:399:PHE:CZ 1:R:693:LYS:HD3 2.31 0.65
1:S:630:HIS:O 1:S:632:SER:N 2.25 0.65
1:T:519:ASN:HB2 1:T:520:PRO:CD 2.25 0.65
1:B:253:ASN:ND2 1:B:375:GLN:OE1 2.29 0.65
1:B:225:SER:HB3 1:B:318:ASN:H 1.62 0.65
1:C:253:ASN:ND2 1:C:375:GLN:OE1 2.30 0.65
1:F:527:HIS:NE2 1:F:532:ASP:0OD1 2.30 0.65
1:P:519:ASN:HB2 1:P:520:PRO:CD 2.25 0.65
1:G:253:ASN:ND2 1:G:375:GLN:OE1 2.30 0.65
1:M:630:HIS:O 1:M:632:SER:N 2.25 0.65
1:S:527:HIS:NE2 1:S:532:ASP:0OD1 2.29 0.65
1:T:527:HIS:NE2 1:T:532:ASP:0OD1 2.29 0.65
1:B:359:HIS:HE1 1:G:436:ASN:N 1.84 0.65
1:L:527:HIS:NE2 1:L:532:ASP:OD1 2.30 0.65
1:N:423:SER:OG 1:Q:626:ASP:0OD1 2.14 0.65
1:0:498:ASN:O 1:0:499:SER:OG 2.13 0.65
1:P:527:HIS:NE2 1:P:532:ASP:0OD1 2.30 0.65
1:R:253:ASN:ND2 1:R:375:GLN:OE1 2.30 0.65
1:D:519:ASN:HB3 1:E:475:PRO:HA 1.78 0.65
1:G:527:HIS:NE2 1:G:532:ASP:OD1 2.29 0.65
1:A:553:THR:HG23 | 1:A:557:ASN:HB2 1.79 0.65
1:C:361:GLY:HA3 1:C:374:PRO:HG3 1.77 0.65
1:D:527:HIS:NE2 1:D:532:ASP:0OD1 2.30 0.65
1:R:527:HIS:NE2 1:R:532:ASP:0OD1 2.29 0.65
1:A:361:GLY:HA3 1:A:374:PRO:HG3 1.77 0.65
1:G:487:GLN:HB3 1:G:537:MET:HE3 1.79 0.65
1:L:519:ASN:HB2 1:L:520:PRO:CD 2.25 0.65
1:N:253:ASN:ND2 1:N:375:GLN:OE1 2.30 0.65
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1:D:269:ASN:HA 1:D:272:HIS:CD2 2.32 0.65
1:D:359:HIS:HE1 1:E:436:ASN:N 1.86 0.65
1:E:253:ASN:ND2 1:E:375:GLN:OE1 2.30 0.65
1:F:253:ASN:ND2 1:F:375:GLN:OE1 2.30 0.65
1:H:253: ASN:ND2 1:H:375:GLN:OE1 2.29 0.65
1:H:498:ASN:O 1:H:499:SER:OG 2.13 0.65
1:J:487:GLN:HB3 1:J:537:-MET:HE3 1.79 0.65
1:K:225:SER:HB3 1:K:318:ASN:H 1.61 0.65
1:P:253:ASN:ND2 1:P:375:GLN:OE1 2.30 0.65
1:Q:630:HIS:O 1:Q:632:SER:N 2.25 0.65
1:A:253:ASN:ND2 1:A:375:GLN:OE1 2.30 0.65
1:C:269:ASN:HA 1:C:272:HIS:CD2 2.32 0.65
1:G:590:ASP:HB2 1:G:591:PRO:HA 1.79 0.65
1:H:225:SER:HB3 1:H:318:ASN:H 1.61 0.65
1:1:269:ASN:HA 1:1:272:HIS:CD2 2.32 0.65
1:M:553: THR:HG23 | 1:M:557:ASN:HB2 1.79 0.65
1:0:442:TYR:CZ 1:T:358:ALA:HB1 2.31 0.65
1:Q:269:ASN:HA 1:Q:272:HIS:CD2 2.32 0.65
1:Q:253:ASN:ND2 1:Q:375:GLN:OE1 2.30 0.65
1:T:253:ASN:ND2 1:T:375:GLN:OE1 2.30 0.65
1:T:630:HIS:O 1:T:632:SER:N 2.25 0.65
1:E:498:ASN:O 1:E:499:SER:OG 2.13 0.65
1:F:590:ASP:HB2 1:F:591:PRO:HA 1.79 0.65
1:1:225:SER:HB3 1:1:318:ASN:H 1.62 0.65
1:1:527:HIS:NE2 1:1:532:ASP:OD1 2.30 0.65
1:J:553: THR:HG23 1:J:557:ASN:HB2 1.79 0.65
1:P:225:SER:HB3 1:P:318:ASN:H 1.62 0.65
1:P:498:ASN:O 1:P:499:SER:OG 2.12 0.65
1:5:225:SER:HB3 1:S:318:ASN:H 1.62 0.65
1:D:225:SER:HB3 1:D:318:ASN:H 1.61 0.64
1:K:519:ASN:HB2 1:K:520:PRO:CD 2.25 0.64
1:N:475:PRO:HA 1:Q:519:ASN:HB3 1.79 0.64
1:C:527:HIS:NE2 1:C:532:ASP:0OD1 2.29 0.64
1:D:590:ASP:HB2 1:D:591:PRO:HA 1.80 0.64
1:F:269:ASN:HA 1:F:272:HIS:CD2 2.32 0.64
1:F:225:SER:HB3 1:F:318:ASN:H 1.62 0.64
1:H:527:HIS:NE2 1:H:532:ASP:0OD1 2.29 0.64
1:J:225:SER:HB3 1:J:318:ASN:H 1.62 0.64
1:L:553: THR:HG23 1:L:557:ASN:HB2 1.79 0.64
1:N:590:ASP:HB2 1:N:591:PRO:HA 1.79 0.64
1:0:272:HIS:HD1 1:0:385:SER:HG 1.45 0.64
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1:P:269:ASN:HA 1:P:272:HIS:CD2 2.32 0.64
1:Q:519:ASN:HB2 1:Q:520:PRO:CD 2.25 0.64
1:T:498:ASN:O 1:T:499:SER:OG 2.13 0.64
1:M:225:SER:HB3 1:M:318:ASN:H 1.62 0.64
1:P:487:GLN:HB3 1:P:537:-MET:HE3 1.80 0.64
1:R:553: THR:HG23 | 1:R:557:ASN:HB2 1.78 0.64
1:A:527:HIS:NE2 1:A:532:ASP:OD1 2.31 0.64
1:D:253:ASN:ND2 1:D:375:GLN:OE1 2.30 0.64
1:D:553: THR:HG23 | 1:D:557:ASN:HB2 1.79 0.64
1:J:269:ASN:HA 1:J:272:HIS:CD2 2.33 0.64
1:J:715:VAL:HG21 1:R:257:TYR:O 1.98 0.64
1:K:487:GLN:HB3 1:K:537:-MET:HE3 1.79 0.64
1:0:253:ASN:ND2 1:0:375:GLN:OFE1 2.30 0.64
1:0:553:THR:HG23 | 1:0:557:ASN:HB2 1.79 0.64
1:R:269:ASN:HA 1:R:272:HIS:CD2 2.32 0.64
1:S:253:ASN:ND2 1:S:375:GLN:OE1 2.30 0.64
1:C:225:SER:HB3 1:C:318:ASN:H 1.62 0.64
1:E:269:ASN:HA 1:E:272:HIS:CD2 2.32 0.64
1:1:253:ASN:ND2 1:1:375:GLN:OE1 2.29 0.64
1:J:659:PRO:HD2 1:L:372:MET:SD 2.37 0.64
1:K:590:ASP:HB2 1:K:591:PRO:HA 1.80 0.64
1:K:630:HIS:O 1:K:632:SER:N 2.25 0.64
1:L:225:SER:HB3 1:1:318:ASN:H 1.62 0.64
1:M:269:ASN:HA 1:M:272:HIS:CD2 2.33 0.64
1:J:707:LYS:HD2 1:R:386:GLN:HB3 1.78 0.64
1:D:630:HIS:O 1:D:632:SER:N 2.25 0.64
1:H:269:ASN:HA 1:H:272:HIS:CD2 2.32 0.64
1:L:269:ASN:HA 1:L:272:HIS:CD2 2.32 0.64
1:N:269:ASN:HA 1:N:272:HIS:CD2 2.32 0.64
1:N:487:GLN:HB3 1:N:537:-MET:HE3 1.79 0.64
1:P:553: THR:HG23 1:P:557:ASN:HB2 1.79 0.64
1:T:269:ASN:HA 1:T:272:HIS:CD2 2.32 0.64
1:B:269:ASN:HA 1:B:272:HIS:CD2 2.32 0.64
1:B:519:ASN:HB3 1:G:475:PRO:HA 1.79 0.64
1:E:527:HIS:NE2 1:E:532:ASP:OD1 2.29 0.64
1:F:487:GLN:HB3 1:F:537-MET:HE3 1.80 0.64
1:F:553: THR:HG23 1:F:557:ASN:HB2 1.79 0.64
1:1:553: THR:HG23 1:1:557:ASN:HB2 1.79 0.64
1:K:269:ASN:HA 1:K:272:HIS:CD2 2.32 0.64
1:F:367:PRO:HB2 1:K:397:GLU:HB2 1.80 0.64
1:M:487:GLN:HB3 | 1:M:537:MET:HE3 1.80 0.64
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Atom-1 Atom-2 distance (A) | overlap (A)

1:P:336:ASN:ND2 1:P:339:SER:HB2 2.13 0.64
1:Q:487:GLN:HB3 1:Q:537:MET:HE3 1.80 0.64
1:T:487:GLN:HB3 1:T:537:MET:HE3 1.80 0.64
1:T:590:ASP:HB2 1:T:591:PRO:HA 1.80 0.64
1:A:225:SER:HB3 1:A:318:ASN:H 1.62 0.64
1:H:487:GLN:HB3 1:H:537:MET:HE3 1.80 0.64
1:K:553:THR:HG23 | 1:K:557:ASN:HB2 1.80 0.64
1:R:590:ASP:HB2 1:R:591:PRO:HA 1.80 0.64
1:C:487:GLN:HB3 1:C:537:MET:HE3 1.79 0.64
1:C:590:ASP:HB2 1:C:591:PRO:HA 1.80 0.64
1:G:553:THR:HG23 | 1:G:557:ASN:HB2 1.79 0.64
1:1:498:ASN:O 1:1:499:SER:OG 2.13 0.64
1:M:590:ASP:HB2 1:M:591:PRO:HA 1.80 0.64
1:N:553: THR:HG23 | 1:N:557:ASN:HB2 1.79 0.64
1:0:487:GLN:HB3 1:0:537:-MET:HE3 1.80 0.64
1:R:225:SER:HB3 1:R:318:ASN:H 1.62 0.64
1:S:498:ASN:O 1:S:499:SER:OG 2.13 0.64
1:S:519:ASN:HB2 1:S5:520:PRO:CD 2.25 0.64
1:B:590:ASP:HB2 1:B:591:PRO:HA 1.80 0.64
1:E:553: THR:HG23 1:E:557:ASN:HB2 1.79 0.64
1:F:272:HIS:HD1 1:F:385:SER:HG 1.45 0.64
1:H:336:ASN:ND2 1:H:339:SER:HB2 2.13 0.64
1:H:590:ASP:HB2 1:H:591:PRO:HA 1.80 0.64
1:1:590:ASP:HB2 1:1:591:PRO:HA 1.80 0.64
1:J:253:ASN:ND2 1:J:375:GLN:OE1 2.31 0.64
1:K:253:ASN:ND2 1:K:375:GLN:OFE1 2.31 0.64
1:0:269:ASN:HA 1:0:272:HIS:CD2 2.32 0.64
1:B:336:ASN:ND2 1:B:339:SER:HB2 2.13 0.63
1:E:336:ASN:ND2 1:E:339:SER:HB2 2.13 0.63
1:E:630:HIS:O 1:E:632:SER:N 2.25 0.63
1:H:379:LEU:HD13 | 1:Q:433:ARG:HGS3 1.80 0.63
1:H:397:GLU:HB2 1:0:367:PRO:HB2 1.80 0.63
1:1:487:GLN:HB3 1:L:537:-MET:HE3 1.80 0.63
1:M:253:ASN:ND2 1:M:375:GLN:OE1 2.31 0.63
1:N:338:THR:O 1:P:320:GLN:NE2 2.30 0.63
1:K:358:ALA:HB1 1:R:442:TYR:CZ 2.33 0.63
1:R:487:GLN:HB3 1:R:537:-MET:HE3 1.80 0.63
1:S:336:ASN:ND2 1:S:339:SER:HB2 2.12 0.63
1:A:590:ASP:HB2 1:A:591:PRO:HA 1.80 0.63
1:F:475:PRO:HA 1:1:519:ASN:HB3 1.79 0.63
1:G:269:ASN:HA 1:G:272:HIS:CD2 2.32 0.63
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:225:SER:HB3 1:G:318:ASN:H 1.62 0.63
1:S:269:ASN:HA 1:S:272:HIS:CD2 2.32 0.63
1:S:590:ASP:HB2 1:S:591:PRO:HA 1.80 0.63
1:C:553: THR:HG23 1:C:557:ASN:HB2 1.79 0.63
1:D:487:GLN:HB3 1:D:537:MET:HE3 1.80 0.63
1:E:487:GLN:HB3 1:E:537:-MET:HE3 1.80 0.63
1:1:442:TYR:CZ 1:P:358:ALA:HB1 2.34 0.63
1:0:225:SER:HB3 1:0:318:ASN:H 1.62 0.63
1:0:336:ASN:ND2 1:0:339:SER:HB2 2.13 0.63
1:F:336:ASN:ND2 1:F:339:SER:HB2 2.12 0.63
1:F:423:SER:OG 1:1:626:ASP:OD1 2.15 0.63
1:G:630:HIS:O 1:G:632:SER:N 2.25 0.63
1:1:253:ASN:ND2 1:L:375:GLN:OE1 2.31 0.63
1:E:367:PRO:HB2 1:P:397:GLU:HB2 1.80 0.63
1:A:487:GLN:HB3 1:A:537:-MET:HE3 1.79 0.63
1:J:401:SER:OG 1:1:228: TRP:HB3 1.98 0.63
1:P:272:HIS:HD1 1:P:385:SER:HG 1.43 0.63
1:S:487:GLN:HB3 1:S:537:MET:HE3 1.80 0.63
1:A:262:SER:O 1:A:265: THR:HG22 1.99 0.63
1:C:262:SER:O 1:C:265: THR:HG22 1.99 0.63
1:K:336:ASN:ND2 1:K:339:SER:HB2 2.14 0.63
1:S:553: THR:HG23 1:S:557:ASN:HB2 1.79 0.63
1:A:336:ASN:ND2 1:A:339:SER:HB2 2.13 0.63
1:E:225:SER:HB3 1:E:318:ASN:H 1.62 0.63
1:J:590:ASP:HB2 1:J:591:PRO:HA 1.80 0.63
1:J:707:LYS:HG2 1:R:386:GLN:CD 2.18 0.63
1:0:590:ASP:HB2 1:0:591:PRO:HA 1.80 0.63
1:A:451:ASN:HB2 1:A:460:ASP:HB3 1.81 0.63
1:D:336:ASN:ND2 1:D:339:SER:HB2 2.13 0.63
1:F:498:ASN:O 1:F:499:SER:OG 2.12 0.63
1:K:498:ASN:O 1:K:499:SER.:.OG 2.13 0.63
1:P:262:SER:O 1:P:265: THR:HG22 1.99 0.63
1:P:590:ASP:HB2 1:P:591:PRO:HA 1.80 0.63
1:QQ:225:SER:HB3 1:Q:318:ASN:H 1.62 0.63
1:Q:553: THR:HG23 | 1:Q:557:ASN:HB2 1.79 0.63
1:A:269:ASN:HA 1:A:272:HIS:CD2 2.33 0.63
1:1:336:ASN:ND2 1:1:339:SER:HB2 2.14 0.63
1:M:498:ASN:O 1:M:499:SER:OG 2.13 0.63
1:F:262:SER:O 1:F:265: THR:HG22 1.99 0.62
1:G:451:ASN:HB2 1:G:460:ASP:HB3 1.81 0.62
1:G:498:ASN:O 1:G:499:SER:OG 2.13 0.62
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1:B:399:PHE:CZ 1:G:693:LYS:HD3 2.34 0.62
1:H:553: THR:HG23 | 1:H:557:ASN:HB2 1.79 0.62
1:1:590:ASP:HB2 1:1L:591:PRO:HA 1.80 0.62
1:N:498:ASN:O 1:N:499:SER:OG 2.13 0.62
1:P:451:ASN:HB2 1:P:460:ASP:HB3 1.81 0.62
1:Q:262:SER:O 1:Q:265: THR:HG22 1.99 0.62
1:S:262:SER:O 1:S:265: THR:HG22 1.99 0.62
1:S:272:HIS:HD1 1:S:385:SER:HG 1.45 0.62
1:B:498:ASN:O 1:B:499:SER.:OG 2.13 0.62
1:B:553: THR:HG23 1:B:557:ASN:HB2 1.80 0.62
1:E:344:PHE:CZ 1:E:648:LEU:HD12 2.34 0.62
1:J:451:ASN:HB2 1:J:460:ASP:HB3 1.81 0.62
1:M:262:SER:O 1:M:265: THR:HG22 1.99 0.62
1:M:397:GLU:HB2 1:T:367:PRO:HB2 1.81 0.62
1:N:225:SER:HB3 1:N:318:ASN:H 1.62 0.62
1:R:336:ASN:ND2 1:R:339:SER:HB2 2.13 0.62
1:T:262:SER.:O 1:T:265: THR:HG22 1.99 0.62
1:0:693:LYS:HD3 1:T:399:PHE:CZ 2.34 0.62
1:E:590:ASP:HB2 1:E:591:PRO:HA 1.80 0.62
1:F:451:ASN:HB2 1:F:460:ASP:HB3 1.82 0.62
1:1:336:ASN:ND2 1:1:339:SER:HB2 2.14 0.62
1:J:262:SER:O 1:J:265: THR:HG22 1.99 0.62
1:J:336:ASN:ND2 1:J:339:SER:HB2 2.14 0.62
1:K:272:HIS:HD1 1:K:385:SER:HG 1.47 0.62
1:T:553: THR:HG23 1:T:557:ASN:HB2 1.80 0.62
1:B:272:HIS:HD1 1:B:385:SER:HG 1.45 0.62
1:C:336:ASN:ND2 1:C:339:SER:HB2 2.13 0.62
1:C:344:PHE:CZ 1:C:648:LEU:HD12 2.34 0.62
1:D:262:SER:O 1:D:265: THR:HG22 1.99 0.62
1:H:262:SER:O 1:H:265: THR:HG22 1.99 0.62
1:H:693:LYS:HD3 1:N:399:PHE:CZ 2.34 0.62
1:1:487:GLN:HB3 1:I:537:-MET:HE3 1.80 0.62
1:L:344:PHE:CZ 1:L:648:LEU:HD12 2.35 0.62
1:L:498:ASN:O 1:1:499:SER:OG 2.12 0.62
1:N:693:LYS:HD3 1:Q:399:PHE:CZ 2.34 0.62
1:B:630:HIS:O 1:B:632:SER:N 2.25 0.62
1:D:451:ASN:HB2 1:D:460:ASP:HB3 1.81 0.62
1:G:336:ASN:ND2 1:G:339:SER:HB2 2.13 0.62
1:G:344:PHE:CZ 1:G:648:LEU:HD12 2.35 0.62
1:D:397:GLU:HB2 1:1:367:PRO:HB2 1.81 0.62
1:M:336:ASN:ND2 1:M:339:SER:HB2 2.13 0.62
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Atom-1 Atom-2 distance (A) | overlap (A)

1:0:262:SER:O 1:0:265: THR:HG22 1.99 0.62
1:D:344:PHE:CZ 1:D:648:LEU:HD12 2.34 0.62
1:F:519:ASN:HB3 1:P:475:PRO:HA 1.80 0.62
1:B:397:GLU:HB2 1:N:367:PRO:HB2 1.82 0.62
1:Q:367:PRO:HB2 1:T:397:GLU:HB2 1.82 0.62
1:T:336:ASN:ND2 1:T:339:SER:HB2 2.13 0.62
1:D:379:LEU:HD13 | 1:E:433:ARG:HG3 1.79 0.62
1:1:475:PRO:HA 1:P:519:ASN:HB3 1.81 0.62
1:D:320:GLN:NE2 1:L:338: THR:O 2.32 0.62
1:N:336:ASN:ND2 1:N:339:SER:HB2 2.13 0.62
1:R:262:SER:O 1:R:265: THR:HG22 2.00 0.62
1:B:626:ASP:0OD1 1:G:423:SER:OG 2.16 0.62
1:H:475:PRO:HA 1:N:519:ASN:HB3 1.81 0.62
1:1:262:SER:O 1:1:265: THR:HG22 2.00 0.62
1:N:451:ASN:HB2 1:N:460:ASP:HB3 1.82 0.62
1:H:397:GLU:HG3 1:0:368:ALA:HB2 1.80 0.62
1:5:344:PHE:CZ 1:S:648:LEU:HD12 2.35 0.62
1:0:433:ARG:HG3 | 1:T:379:LEU:HD13 1.80 0.62
1:A:344:PHE:CZ 1:A:648:LEU:HD12 2.35 0.62
1:D:358:ALA:HB1 1:E:442: TYR:CZ 2.34 0.62
1:E:451:ASN:HB2 1:E:460:ASP:HB3 1.82 0.62
1:1:451:ASN:HB2 1:1L:460:ASP:HB3 1.82 0.62
1:0:630:HIS:O 1:0:632:SER:N 2.25 0.62
1:Q:590:ASP:HB2 1:Q:591:PRO:HA 1.79 0.62
1:R:630:HIS:O 1:R:632:SER:N 2.25 0.62
1:B:367:PRO:HB2 1:C:397:GLU:HB2 1.82 0.62
1:K:626:ASP:OD1 1:R:423:SER:OG 2.17 0.62
1:S:451:ASN:HB2 1:S:460:ASP:HB3 1.82 0.62
1:B:368:ALA:HB2 1:C:397:GLU:HG3 1.80 0.61
1:C:320:GLN:NE2 1:E:338:THR:O 2.33 0.61
1:1:344.PHE:CZ 1:1:648:LEU:HD12 2.35 0.61
1:J:344:.PHE:CZ 1:J:648:LEU:HD12 2.34 0.61
1:N:442:TYR:CZ 1:QQ:358:ALA:HB1 2.35 0.61
1:T:451:ASN:HB2 1:T:460:ASP:HB3 1.81 0.61
1:N:344:PHE:CZ 1:N:648:LEU:HD12 2.35 0.61
1:P:344:PHE:CZ 1:P:648:LEU:HD12 2.35 0.61
1:Q:344:PHE:CZ 1:Q:648:LEU:HD12 2.35 0.61
1:R:451:ASN:HB2 1:R:460:ASP:HB3 1.81 0.61
1:T:344:PHE:CZ 1:T:648:LEU:HD12 2.35 0.61
1:C:451:ASN:HB2 1:C:460:ASP:HB3 1.82 0.61
1:F:693:LYS:HD3 1:1:399:PHE:CZ 2.35 0.61
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1:1:630:HIS: O 1:1:632:SER:N 2.24 0.61
1:Q:336:ASN:ND2 1:Q:339:SER:HB2 2.14 0.61
1:1:451:ASN:HB2 1:1:460:ASP:HB3 1.82 0.61
1:M:451:ASN:HB2 1:M:460:ASP:HB3 1.81 0.61
1:B:487:GLN:HB3 1:B:537:-MET:HE3 1.81 0.61
1:C:630:HIS:O 1:C:632:SER:N 2.25 0.61
1:C:367:PRO:HB2 1:E:397:GLU:HB2 1.82 0.61
1:K:344:PHE:CZ 1:K:648:LEU:HD12 2.35 0.61
1:J:388:VAL:HG12 1:L:705:TYR:O 2.01 0.61
1:G:367:PRO:HB2 1:Q:397:GLU:HB2 1.81 0.61
1:Q:498:ASN:O 1:Q:499:SER:OG 2.12 0.61
1:K:262:SER:O 1:K:265: THR:HG22 2.00 0.61
1:0:451:ASN:HB2 1:0:460:ASP:HB3 1.81 0.61
1:B:397.:GLU:HG3 1:N:368:ALA:HB2 1.82 0.61
1:F:344:PHE:CZ 1:F:648:LEU:HD12 2.35 0.61
1:H:344:PHE:CZ 1:H:648:LEU:HD12 2.36 0.61
1:1L:262:SER:O 1:L:265: THR:HG22 2.00 0.61
1:D:367:PRO:HB2 1:1L:397:GLU:HB2 1.82 0.61
1:0:344:PHE:CZ 1:0:648:LEU:HD12 2.35 0.61
1:R:344:PHE:CZ 1:R:648:LEU:HD12 2.35 0.61
1:G:262:SER:O 1:G:265: THR:HG22 2.00 0.61
1:F:320: GLN:NE2 1:K:338:THR:O 2.33 0.61
1:D:368:ALA:HB2 1:1L:397:GLU:HG3 1.83 0.61
1:N:262:SER:O 1:N:265: THR:HG22 2.01 0.61
1:Q:451:ASN:HB2 1:QQ:460:ASP:HB3 1.82 0.61
1:A:498:ASN:O 1:A:499:SER:OG 2.13 0.60
1:B:262:SER:O 1:B:265: THR:HG22 2.00 0.60
1:B:338: THR:O 1:N:320:GLN:NE2 2.33 0.60
1:F:626:ASP:OD1 1:P:423:SER:OG 2.16 0.60
1:A:367:PRO:HB2 1:G:397:GLU:HB2 1.83 0.60
1:H:272:HIS:HD1 1:H:385:SER:HG 1.48 0.60
1:J:630:HIS:O 1:J:632:SER:N 2.25 0.60
1:M:344:PHE:CZ 1:M:648:LEU:HD12 2.35 0.60
1:P:630:HIS:O 1:P:632:SER:N 2.25 0.60
1:0:423:SER:OG 1:T:626:ASP:0OD1 2.14 0.60
1:B:451:ASN:HB2 1:B:460:ASP:HB3 1.82 0.60
1:E:262:SER:O 1:E:265: THR:HG22 2.00 0.60
1:G:272:HIS:HD1 1:G:385:SER:HG 1.49 0.60
1:H:399:PHE:CZ 1:Q:693:LYS:HD3 2.36 0.60
1:H:451:ASN:HB2 1:H:460:ASP:HB3 1.82 0.60
1:J:272:HIS:HD1 1:J:385:SER:HG 1.47 0.60
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1:J:397:GLU:HG3 1:L:368:ALA:HB2 1.83 0.60
1:R:272:HIS:HD1 1:R:385:SER:HG 1.46 0.60
1:B:344:.PHE:CZ 1:B:648:LEU:HD12 2.35 0.60
1:J:654:VAL:HG13 | 1:L:676:. THR:HG21 1.84 0.60
1:K:520:PRO:HB3 1:K:610:ARG:CZ 2.31 0.60
1:F:397:GLU:HG3 1:H:368:ALA:HB2 1.83 0.60
1:B:358:ALA:HB1 1:G:442:TYR:CZ 2.36 0.60
1:F:442: TYR:.CZ 1:1:358:ALA:HB1 2.36 0.60
1:K:451:ASN:HB2 1:K:460:ASP:HB3 1.82 0.60
1:A:397:GLU:HB2 1:M:367:PRO:HB2 1.83 0.60
1:H:442:TYR:CZ 1:N:358:ALA:HB1 2.37 0.60
1:A:520:PRO:HB3 1:A:610:ARG:CZ 2.32 0.60
1:B:520:PRO:HB3 1:B:610:ARG:CZ 2.32 0.60
1:C:520:PRO:HB3 1:C:610:ARG:CZ 2.32 0.60
1:F:397:GLU:HB2 1:H:367:PRO:HB2 1.84 0.60
1:K:322:LYS:HE2 1:K:335:ASN:ND2 2.17 0.60
1:L:566:ILE:HD11 1:L:730:ARG:NH1 2.17 0.60
1:N:520:PRO:HB3 1:N:610:ARG:CZ 2.32 0.60
1:0:322:LYS:HE?2 1:0:335:ASN:ND2 2.17 0.60
1:P:520:PRO:HB3 1:P:610:ARG:CZ 2.32 0.60
1:A:368:ALA:HB2 1:G:397:GLU:HG3 1.84 0.59
1:P:566:1LE:HD11 1:P:730:ARG:NH1 2.17 0.59
1:R:520:PRO:HB3 1:R:610:ARG:CZ 2.32 0.59
1:E:520:PRO:HB3 1:E:610:ARG:CZ 2.32 0.59
1:R:322:LYS:HE?2 1:R:335:ASN:ND2 2.17 0.59
1:D:377:GLY:HA3 1:E:438:LEU:HD13 1.84 0.59
1:E:322:LYS:HE2 1:E:335:ASN:ND2 2.18 0.59
1:C:368:ALA:HB2 1:E:397:GLU:HG3 1.84 0.59
1:D:399:PHE:CZ 1:E:693:LYS:HD3 2.37 0.59
1:M:322:LYS:HE2 1:M:335:ASN:ND2 2.17 0.59
1:T:520:PRO:HB3 1:T:610:ARG:CZ 2.32 0.59
1:D:520:PRO:HB3 1:D:610:ARG:CZ 2.33 0.59
1:G:520:PRO:HB3 1:G:610:ARG:CZ 2.31 0.59
1:H:520:PRO:HB3 1:H:610:ARG:CZ 2.33 0.59
1:1:272:HIS:HD1 1:1:385:SER:HG 1.48 0.59
1:1L:520:PRO:HB3 1:L:610:ARG:CZ 2.31 0.59
1:N:322:LYS:HE2 1:N:335:ASN:ND2 2.18 0.59
1:0:520:PRO:HB3 1:0:610:ARG:CZ 2.32 0.59
1:H:626:ASP:0OD1 1:Q:423:SER:OG 2.15 0.59
1:D:397:GLU:HG3 1:1:368:ALA:HB2 1.84 0.59
1:J:322:LYS:HE2 1:J:335:ASN:ND2 2.17 0.59
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1:J:498:ASN:O 1:J:499:SER:OG 2.12 0.59
1:M:520:PRO:HB3 1:M:610:ARG:CZ 2.32 0.59
1:M:397:GLU:HG3 1:T:368:ALA:HB2 1.83 0.59
1:A:272:HIS:HD1 1:A:385:SER:HG 1.45 0.59
1:B:566:ILE:HD11 1:B:730:ARG:NH1 2.18 0.59
1:E:368:ALA:HB2 1:P:397:GLU:HG3 1.84 0.59
1:1:520:PRO:HB3 1:1:610:ARG:CZ 2.32 0.59
1:P:322:LYS:HE2 1:P:335:ASN:ND2 2.18 0.59
1:Q:322:LYS:HE2 1:Q:335:ASN:ND2 2.18 0.59
1:Q:368:ALA:HB2 1:T:397:GLU:HG3 1.84 0.59
1:K:367:PRO:HB2 1:S:397:GLU:HB2 1.84 0.59
1:H:566:ILE:HD11 1:H:730:ARG:NH1 2.18 0.59
1:J:322:LYS:HE2 1:J:335:ASN:HD21 1.67 0.59
1:1:423:SER:OG 1:P:626:ASP:OD1 2.19 0.59
1:Q:520:PRO:HB3 1:Q:610:ARG:CZ 2.32 0.59
1:F:566:1LE:HD11 1:F:730:ARG:NH1 2.18 0.59
1:S:520:PRO:HB3 1:S:610:ARG:CZ 2.33 0.59
1:A:322:LYS:HE2 1:A:335:ASN:ND2 2.18 0.59
1:A:397:GLU:HG3 1:M:368:ALA:HB2 1.85 0.59
1:D:626:ASP:0OD1 1:E:423:SER:OG 2.18 0.59
1:F:520:PRO:HB3 1:F:610:ARG:CZ 2.33 0.59
1:J:520:PRO:HB3 1:J:610:ARG:CZ 2.32 0.59
1:K:566:1ILE:HD11 1:K:730:ARG:NH1 2.18 0.59
1:N:322:LYS:HE2 1:N:335:ASN:HD21 1.68 0.59
1:N:566:ILE:HD11 1:N:730:ARG:NH1 2.18 0.59
1:S:322:LYS:HE2 1:S:335:ASN:ND2 2.18 0.59
1:C:288:PHE:HE1 1:C:612:VAL:HB 1.68 0.58
1:1:322:LYS:HE2 1:1:335:ASN:ND2 2.18 0.58
1:1:566:1LE:HD11 1:1:730:ARG:NH1 2.18 0.58
1:0:322:LYS:HE2 1:0:335:ASN:HD21 1.68 0.58
1:H:598:VAL:HG21 | 1:Q:599:MET:HE1 1.85 0.58
1:Q:566:1ILE:HD11 1:Q:730:ARG:NH1 2.18 0.58
1:R:288:PHE:HE1 1:R:612:VAL:HB 1.68 0.58
1:B:322:LYS:HE2 1:B:335:ASN:ND2 2.18 0.58
1:H:338:THR:O 1:0:320:GLN:NE2 2.35 0.58
1:M:322:LYS:HE?2 1:M:335:ASN:HD21 1.68 0.58
1:Q:288:PHE:HE1 1:Q:612:VAL:HB 1.68 0.58
1:B:320:GLN:NE2 1:C:338: THR:O 2.34 0.58
1:G:288:PHE:HE1 1:G:612:VAL:HB 1.69 0.58
1:K:262:SER:OG 1:K:385:SER:OG 2.19 0.58
1:P:322:LYS:HE2 1:P:335:ASN:HD21 1.69 0.58
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1:Q:262:SER:OG 1:Q:385:SER:OG 2.19 0.58
1:A:566:1LE:HD11 1:A:730:ARG:NH1 2.18 0.58
1:C:566:1LE:HD11 1:C:730:ARG:NH1 2.19 0.58
1:E:288:PHE:HE1 1:E:612:VAL:HB 1.69 0.58
1:H:288:PHE:HE1 1:H:612:VAL:HB 1.68 0.58
1:M:262:SER:OG 1:M:385:SER:OG 2.18 0.58
1:1:693:LYS:HD3 1:P:399:PHE:CZ 2.38 0.58
1:T:566:ILE:HD11 1:T:730:ARG:NH1 2.18 0.58
1:E:322:LYS:HE2 1:E:335:ASN:HD21 1.68 0.58
1:K:288:PHE:HE1 1:K:612:VAL:HB 1.69 0.58
1:1:322:LYS:HE2 1:1:335:ASN:ND2 2.18 0.58
1:R:322:LYS:HE?2 1:R:335:ASN:HD21 1.68 0.58
1:B:288:PHE:HE1 1:B:612:VAL:HB 1.69 0.58
1:E:566:ILE:HD11 1:E:730:ARG:NH1 2.18 0.58
1:J:566:ILE:HD11 1:J:730:ARG:NH1 2.18 0.58
1:0:288:PHE:HE1 1:0:612:VAL:HB 1.68 0.58
1:A:322:LYS:HE2 1:A:335:ASN:HD21 1.69 0.58
1:B:322:LYS:HE2 1:B:335:ASN:HD21 1.68 0.58
1:J:288:PHE:HE1 1:J:612:VAL:HB 1.68 0.58
1:0:566:ILE:HD11 1:0:730:ARG:NH1 2.19 0.58
1:F:358:ALA:HB1 1:P:442:TYR:CZ 2.37 0.58
1:S:566:1ILE:HD11 1:S:730:ARG:NH1 2.19 0.58

1:F:338: THR:O 1:H:320:GLN:NE2 2.35 0.58
1:G:322:LYS:HE2 1:GG:335:ASN:ND2 2.19 0.58
1:1:322:LYS:HE2 1:1:335:ASN:HD21 1.69 0.58
1:1:438:LEU:HD13 1:P:377:GLY:HA3 1.85 0.58
1:S:288:PHE:HE1 1:S:612: VAL:HB 1.69 0.58
1:H:322:LYS:HE2 1:H:335:ASN:ND2 2.19 0.58

1:1:508:LYS:HA 1:1:518:ILE:HG13 1.86 0.58
1:R:566:1LE:HD11 1:R:730:ARG:NH1 2.19 0.58
1:S:527:HIS:NE2 1:S:562:ASP:0D2 2.36 0.58
1:C:322:LYS:HE2 1:C:335:ASN:HD21 1.69 0.58
1:F:527:HIS:NE2 1:F:562:ASP:0OD2 2.36 0.58

1:J:338: THR:O 1:1:320:GLN:HG2 2.04 0.58
1:K:508:LYS:HA 1:K:518:ILE:HG13 1.86 0.58
1:K:559:MET:SD 1:K:725:ARG:HA 2.44 0.58
1:1:322:LYS:HE2 1:1:335:ASN:HD21 1.69 0.58
1:T:322:LYS:HE2 1:T:335:ASN:ND2 2.18 0.58
1:T:508:LYS:HA 1:T:518:ILE:HG13 1.85 0.58
1:0:599:MET:HE1 | 1:T:598:VAL:HG21 1.84 0.58
1:C:322:LYS:HE2 1:C:335:ASN:ND2 2.18 0.57
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1:D:288:PHE:HE1 1:D:612:VAL:HB 1.68 0.57
1:D:527:HIS:NE2 1:D:562:ASP:0OD2 2.36 0.57
1:D:566:1LE:HD11 1:D:730:ARG:NH1 2.19 0.57
1:K:322:LYS:HE2 1:K:335:ASN:HD21 1.68 0.57
1:0:508:LYS:HA 1:0:518:ILE:HG13 1.85 0.57
1:Q:322:LYS:HE2 1:Q:335:ASN:HD21 1.68 0.57
1:C:527:HIS:NE2 1:C:562: ASP:0D2 2.35 0.57
1:D:322:LYS:HE2 1:D:335:ASN:HD21 1.69 0.57
1:D:559:MET:SD 1:D:725:ARG:HA 2.45 0.57
1:H:438:LEU:HD13 1:N:377:GLY:HA3 1.86 0.57
1:A:508:LYS:HA 1:A:518:ILE:HG13 1.86 0.57
1:F:508:LYS:HA 1:F:518:ILE:HG13 1.86 0.57
1:G:322:LYS:HE?2 1:G:335:ASN:HD21 1.70 0.57
1:1:262:SER:OG 1:1:385:SER:OG 2.18 0.57
1:1:559:MET:SD 1:1:725:ARG:HA 2.44 0.57
1:L:288:PHE:HE1 1:1:612:VAL:HB 1.69 0.57
1:T:322:LYS:HE2 1:T:335:ASN:HD21 1.69 0.57
1:T:288:PHE:HE1 1:T:612:VAL:HB 1.68 0.57
1:B:559:MET:SD 1:B:725:ARG:HA 2.44 0.57
1:E:559:MET:SD 1:E:725:ARG:HA 2.44 0.57
1:G:262:SER:OG 1:G:385:SER:OG 2.18 0.57
1:L:559:MET:SD 1:1:725:ARG:HA 2.45 0.57
1:M:559:MET:SD 1:M:725:ARG:HA 2.45 0.57
1:N:288:PHE:HE1 1:N:612:VAL:HB 1.68 0.57
1:0:397:GLU:HB2 1:S:367:PRO:HB2 1.85 0.57
1:J:259:GLN:HB2 1:L:715:VAL:O 2.05 0.57
1:J:725:ARG:HB2 1:J:726:PRO:HD2 1.87 0.57
1:L:508:LYS:HA 1:L:518:ILE:HG13 1.86 0.57
1:M:288:PHE:HE1 1:M:612:VAL:HB 1.69 0.57
1:R:249:LEU:HD13 1:R:373:ILE:HB 1.87 0.57
1:D:322:LYS:HE2 1:D:335:ASN:ND2 2.18 0.57
1:D:508:LYS:HA 1:D:518:ILE:HG13 1.86 0.57
1:E:249:LEU:HD13 1:E:373:ILE:HB 1.87 0.57
1:F:599:MET:HE1 1:1:598: VAL:HG21 1.87 0.57
1:R:559:MET:SD 1:R:725:ARG:HA 2.45 0.57
1:M:249:LEU:HD13 1:M:373:ILE:HB 1.87 0.57
1:M:566:1LE:HD11 1:M:730:ARG:NH1 2.18 0.57
1:B:508:LYS:HA 1:B:518:ILE:HG13 1.86 0.57
1:F:322:LYS:HE2 1:F:335:ASN:ND2 2.19 0.57
1:H:322:LYS:HE2 1:H:335:ASN:HD21 1.70 0.57
1:H:377:GLY:HA3 | 1:Q:438:LEU:HD13 1.87 0.57
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1:0:438:LEU:HD13 1:T:377:GLY:HA3 1.87 0.57
1:K:368:ALA:HB2 1:S:397:GLU:HG3 1.87 0.57
1:E:508:LYS:HA 1:E:518:ILE:HG13 1.86 0.57
1:G:725:ARG:HB2 1:G:726:PRO:HD2 1.87 0.57
1:J:559:MET:SD 1:J:725:ARG:HA 2.45 0.57
1:Q:559:MET:SD 1:Q:725:ARG:HA 2.45 0.57
1:S:262:SER:OG 1:5:385:SER:OG 2.19 0.57
1:F:368:ALA:HB2 1:K:397:GLU:HG3 1.85 0.57
1:F:559:MET:SD 1:F:725:ARG:HA 2.45 0.57
1:G:559:MET:SD 1:G:725:ARG:HA 2.44 0.57
1:L:249:LEU:HD13 1:L:373:1ILE:HB 1.86 0.57
1:M:527:HIS:NE2 1:M:562:ASP:0OD2 2.36 0.57
1:G:368:ALA:HB2 1:Q:397:GLU:HG3 1.87 0.57
1:A:288:PHE:HE1 1:A:612:VAL:HB 1.68 0.56
1:A:725:ARG:HB2 1:A:726:PRO:HD2 1.87 0.56
1:B:249:LEU:HD13 1:B:373:1LE:HB 1.87 0.56
1:C:498:ASN:O 1:C:499:SER:OG 2.13 0.56
1:G:566: ILE:HD11 1:G:730:ARG:NH1 2.19 0.56
1:1:338: THR:O 1:R:320:GLN:NE2 2.31 0.56
1:K:249:LEU:HD13 1:K:373:ILE:HB 1.87 0.56
1:P:249:LEU:HD13 1:P:373:ILE:HB 1.87 0.56
1:0:397:GLU:HG3 1:S:368:ALA:HB2 1.87 0.56
1:B:377:GLY:HA3 1:G:438:LEU:HD13 1.87 0.56
1:E:272:HIS:HD1 1:E:385:SER:HG 1.50 0.56
1:F:288:PHE:HE1 1:F:612:VAL:HB 1.69 0.56
1:K:527:HIS:NE2 1:K:562:ASP:0OD2 2.36 0.56
1:L:262:SER:OG 1:1:385:SER:OG 2.18 0.56
1:M:508:LYS:HA 1:M:518:ILE:HG13 1.86 0.56
1:T:559:MET:SD 1:T:725:ARG:HA 2.45 0.56
1:E:315:LYS:HB2 1:E:680:SER:HB2 1.87 0.56
1:I:288:PHE:HE1 1:1:612:VAL:HB 1.69 0.56
1:QQ:508:LYS:HA 1:Q:518:ILE:HG13 1.87 0.56
1:S:249:LEU:HD13 1:S:373:ILE:HB 1.87 0.56
1:C:249:LEU:HD13 1:C:373:ILE:HB 1.86 0.56
1:G:508:LYS:HA 1:G:518:ILE:HG13 1.86 0.56
1:H:508:LYS:HA 1:H:518:ILE:HG13 1.86 0.56
1:1:249:LEU:HD13 1:1:373:1LE:HB 1.88 0.56
1:0:559:MET:SD 1:0:725:ARG:HA 2.45 0.56
1:N:397:GLU:HB2 1:P:367:PRO:HB2 1.86 0.56
1:P:288:PHE:HE1 1:P:612:VAL:HB 1.68 0.56
1:S:725:ARG:HB2 1:S:726:PRO:HD2 1.87 0.56
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1:B:527:HIS:NE2 1:B:562:ASP:0OD2 2.37 0.56
1:D:725:ARG:HB2 1:D:726:PRO:HD2 1.87 0.56
1:H:559:MET:SD 1:H:725:ARG:HA 2.45 0.56
1:H:725:ARG:HB2 1:H:726:PRO:HD2 1.86 0.56
1:K:725:ARG:HB2 1:K:726:PRO:HD2 1.87 0.56
1:N:559:MET:SD 1:N:725:ARG:HA 2.46 0.56
1:I:599:MET:HE1 1:P:598:VAL:HG21 1.87 0.56
1:R:508:LYS:HA 1:R:518.ILE:HG13 1.87 0.56
1:S:559:MET:SD 1:S:725:ARG:HA 2.45 0.56
1:A:249:LEU:HD13 1:A:373:ILE:HB 1.87 0.56
1:D:431:LEU:HD21 1:D:478: TRP:HB2 1.87 0.56
1:E:546:GLU:HG2 | 1:E:722:THR:HG22 1.87 0.56
1:J:431:LEU:HD21 1:J:478:TRP:HB2 1.88 0.56
1:N:508:LYS:HA 1:N:518:ILE:HG13 1.87 0.56
1:0:249:LEU:HD13 1:0:373:ILE:HB 1.87 0.56
1:N:599:MET:HE1 | 1:Q:598:VAL:HG21 1.87 0.56
1:J:372:MET:SD 1:R:659:PRO:HD2 2.46 0.56
1:S:322:LYS:HE2 1:S:335:ASN:HD21 1.69 0.56
1:C:508:LYS:HA 1:C:518:ILE:HG13 1.86 0.56
1:E:725:ARG:HB2 1:E:726:PRO:HD2 1.87 0.56
1:J:249:LEU:HD13 1:J:373:ILE:HB 1.87 0.56
1:J:370:VAL:HG11 1:R:655:PRO:HG3 1.88 0.56
1:1:315:LYS:HB2 1:L:680:SER:HB2 1.88 0.56
1:T:249:LEU:HD13 1:T:373:1ILE:HB 1.87 0.56
1:T:431:LEU:HD21 1:T:478: TRP:HB2 1.88 0.56
1:D:598:VAL:HG21 1:E:599:-MET:HE1 1.86 0.56
1:1:315:LYS:HB2 1:1:680:SER:HB2 1.88 0.56
1:J:508:LYS:HA 1:J:518:ILE:HG13 1.87 0.56
1:N:249:LEU:HD13 1:N:373:ILE:HB 1.88 0.56
1:N:431:LEU:HD21 1:N:478: TRP:HB2 1.88 0.56
1:N:725:ARG:HB2 1:N:726:PRO:HD2 1.87 0.56
1:S:441:GLN:OE1 1:S:475:PRO:HD2 2.06 0.56
1:A:546:GLU:HG2 | 1:A:722:THR:HG22 1.88 0.56
1:B:431:LEU:HD21 1:B:478:TRP:HB2 1.88 0.56
1:C:431:LEU:HD21 1:C:478: TRP:HB2 1.88 0.56
1:H:249:LEU:HD13 1:H:373:ILE:HB 1.87 0.56
1:J:664:ALA:HB2 1:1:360: GLN:CD 2.25 0.56
1:K:431:LEU:HD21 1:K:478:TRP:HB2 1.88 0.56
1:H:472:SER:HB3 1:N:270:ASP:O 2.06 0.56
1:0:262:SER:OG 1:0:385:SER:OG 2.18 0.56
1:R:725:ARG:HB2 1:R:726:PRO:HD2 1.86 0.56

Continued on next page...




Page 41

Full wwPDB X-ray Structure Validation Report

3SHM

Continued from previous page...

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

1:S:508:LYS:HA 1:S:518:ILE:HG13 1.87 0.56
1:B:725:ARG:HB2 1:B:726:PRO:HD2 1.87 0.56
1:D:249:LEU:HD13 1:D:373:ILE:HB 1.87 0.56
1:D:441:GLN:OE1 1:D:475:PRO:HD?2 2.06 0.56
1:F:497:ASN:OD1 1:F:498:ASN:N 2.39 0.56
1:H:431:LEU:HD21 1:H:478: TRP:HB2 1.88 0.56
1:J:370:VAL:HG11 1:R:655:PRO:CG 2.35 0.56
1:0:431:LEU:HD21 1:0:478: TRP:HB2 1.88 0.56
1:T:725:ARG:HB2 1:T:726:PRO:HD2 1.88 0.56
1:A:559:MET:SD 1:A:725:ARG:HA 2.46 0.56
1:D:300:LEU:HD21 1:D:307:PHE:CD2 2.41 0.56
1:F:322:LYS:HE2 1:F:335:ASN:HD21 1.69 0.56
1:F:249:LEU:HD13 1:F:373:ILE:HB 1.87 0.56
1:1:441:GLN:OE1 1:1:475:PRO:HD2 2.06 0.56
1:J:527:HIS:NE2 1:J:562:ASP:0OD2 2.36 0.56
1:M:725:ARG:HB2 1:M:726:PRO:HD2 1.87 0.56
1:N:527:HIS:NE2 1:N:562:ASP:0OD2 2.36 0.56
1:0:300:LEU:HD21 1:0:307:PHE:CD2 2.41 0.56
1:0:472:SER:HB3 1:T:270:ASP:O 2.06 0.56
1:P:508:LYS:HA 1:P:518:ILE:HG13 1.87 0.56
1:G:320:GLN:NE2 1:Q:338:THR:O 2.36 0.56
1:R:300:LEU:HD21 1:R:307:PHE:CD2 2.41 0.56
1:C:559:MET:SD 1:C:725:ARG:HA 2.45 0.55
1:G:300:LEU:HD21 1:G:307:PHE:CD2 2.41 0.55
1:M:441:GLN:OE1 1:M:475:PRO:HD2 2.06 0.55
1:R:431:LEU:HD21 1:R:478: TRP:HB2 1.89 0.55
1:C:300:LEU:HD21 1:C:307:PHE:CD2 2.41 0.55
1:A:320: GLN:NE2 1:G:338:THR:O 2.35 0.55
1:H:300:LEU:HD21 1:H:307:PHE:CD2 2.41 0.55
1:H:566:1ILE:HG23 1:H:608:GLN:HB2 1.89 0.55
1:1:300:LEU:HD21 1:1:307:PHE:CD2 2.42 0.55
1:K:300:LEU:HD21 1:K:307:PHE:CD2 2.41 0.5
1:L:725:ARG:HB2 1:L:726:PRO:HD2 1.87 0.55
1:0:441:GLN:OE]1 1:0:475:PRO:HD2 2.06 0.55
1:Q:441:GLN:OE1 1:Q:475:PRO:HD?2 2.06 0.55
1:H:270:ASP:O 1:Q:472:SER:HB3 2.06 0.55
1:Q:546:GLU:HG2 | 1:Q:722:THR:HG22 1.89 0.55
1:A:566:1ILE:HG23 1:A:608:GLN:HB2 1.89 0.55
1:F:431:LEU:HD21 1:F:478: TRP:HB2 1.88 0.55
1:F:438:LEU:HD13 1:1:377:GLY:HA3 1.88 0.55
1:G:249:.LEU:HD13 1:G:373:ILE:HB 1.87 0.55
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1:G:431:LEU:HD21 1:G:478: TRP:HB2 1.88 0.55
1:G:441:GLN:OE1 1:G:475:PRO:HD2 2.06 0.55
1:1:546:GLU:HG2 1:1:722: THR:HG22 1.88 0.55
1:J:300:LEU:HD21 1:J:307:PHE:CD2 2.41 0.55
1:J:441:GLN:OE1 1:J:475:PRO:HD2 2.06 0.55
1:J:315:LYS:HB2 1:J:680:SER:HB2 1.88 0.55
1:K:441:GLN:OE1 1:K:475:PRO:HD2 2.07 0.55
1:M:546:GLU:HG2 | 1:M:722: THR:HG22 1.88 0.55
1:0:725:ARG:HB2 1:0:726:PRO:HD2 1.87 0.55
1:Q:249:LEU:HD13 1:Q:373:ILE:HB 1.88 0.55
1:Q:431:LEU:HD21 | 1:Q:478:TRP:HB2 1.88 0.55
1:B:315:LYS:HB2 1:B:680:SER:HB2 1.88 0.55
1:F:725:ARG:HB2 1:F:726:PRO:HD2 1.88 0.55
1:1:725:ARG:HB2 1:1:726:PRO:HD2 1.87 0.55
1:Q:497:ASN:OD1 1:Q:498:ASN:N 2.40 0.55
1:T:315:LYS:HB2 1:T:680:SER:HB2 1.88 0.55
1:E:441:GLN:OE1 1:E:475:PRO:HD2 2.06 0.55
1:N:315:LYS:HB2 1:N:680:SER:HB2 1.89 0.55
1:N:438:LEU:HD13 | 1:Q:377:GLY:HA3 1.88 0.55
1:P:441:GLN:OE1 1:P:475:PRO:HD2 2.07 0.55
1:A:300:LEU:HD21 1:A:307:PHE:CD2 2.42 0.55
1:A:441:GLN:OE1 1:A:475:PRO:HD2 2.07 0.55
1:C:441:GLN:OE1 1:C:475:PRO:HD2 2.06 0.55
1:C:519:ASN:CB 1:C:520:PRO:HD2 2.35 0.55
1:E:262:SER:OG 1:E:385:SER:OG 2.17 0.55
1:F:300:LEU:HD21 1:F:307:PHE:CD2 2.41 0.55
1:1:566:1LE:HG23 1:1:608: GLN:HB2 1.89 0.55
1:K:497:ASN:OD1 1:K:498:ASN:N 2.40 0.55
1:L:300:LEU:HD21 1:L:307:PHE:CD2 2.42 0.55
1:1:441:GLN:OE1 1:1:475:PRO:HD2 2.06 0.55
1:E:320:GLN:NE2 1:P:338:THR:O 2.35 0.55
1:Q:725:ARG:HB2 1:Q:726:PRO:HD?2 1.87 0.55
1:Q:320:GLN:NE2 1:T:338: THR:O 2.38 0.55
1:D:519:ASN:CB 1:D:520:PRO:HD2 2.35 0.55
1:D:566:ILE:HG23 1:D:608:GLN:HB2 1.89 0.55
1:F:315:LYS:HB2 1:F:680:SER:HB2 1.87 0.55
1:H:441:GLN:OE1 1:H:475:PRO:HD2 2.07 0.55
1:1:527:HIS:NE2 1:1:562:ASP:0D2 2.37 0.55
1:1:546:GLU:HG2 1:L:722: THR:HG22 1.89 0.55
1:M:497:ASN:OD1 1:M:498:ASN:N 2.40 0.55
1:N:441:GLN:OE1 1:N:475:PRO:HD2 2.06 0.55
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:0:315:LYS:HB2 1:0:680:SER:HB2 1.88 0.55
1:J:231:ASP:HB2 1:R:400:PRO:HG3 1.89 0.55
1:T:497:ASN:OD1 1:T:498:ASN:N 2.40 0.55
1:D:546:GLU:HG2 | 1:D:722: THR:HG22 1.88 0.55
1:0:566:ILE:HG23 1:0:608:GLN:HB2 1.89 0.55
1:1:472:SER:HB3 1:P:270:ASP:O 2.06 0.55
1:P:725:ARG:HB2 1:P:726:PRO:HD2 1.87 0.55
1:J:707:LYS:CG 1:R:386:GLN:CG 2.84 0.55
1:T:300:LEU:HD21 1:T:307:PHE:CD2 2.42 0.55
1:F:519:ASN:CB 1:F:520:PRO:HD?2 2.35 0.55
1:N:300:LEU:HD21 1:N:307:PHE:CD2 2.41 0.55
1:N:497:ASN:OD1 1:N:498:ASN:N 2.40 0.55
1:P:300:LEU:HD21 1:P:307:PHE:CD2 2.41 0.55
1:P:559:MET:SD 1:P:725:ARG:HA 2.46 0.55
1:P:566:ILE:HG23 1:P:608:GLN:HB2 1.88 0.55
1:R:497:ASN:OD1 1:R:498:ASN:N 2.40 0.55
1:B:300:LEU:HD21 1:B:307:PHE:CD2 2.42 0.55
1:C:497:ASN:OD1 1:C:498:ASN:N 2.40 0.55
1:B:598:VAL:HG21 | 1:G:599:MET:HE1 1.88 0.55
1:H:497:ASN:OD1 1:H:498:ASN:N 2.40 0.55
1:L:497:ASN:OD1 1:1:498:ASN:N 2.40 0.55
1:Q:300:LEU:HD21 | 1:Q:307:PHE:CD2 2.42 0.55
1:R:441:GLN:OE1 1:R:475:PRO:HD2 2.06 0.55
1:S:300:LEU:HD21 1:S:307:PHE:CD2 2.41 0.55
1:B:262:SER.:OG 1:B:385:SER.:OG 2.19 0.54
1:B:566:1LE:HG23 1:B:608: GLN:HB2 1.89 0.54
1:}:441:GLN:OE1 1:F:475:PRO:HD?2 2.06 0.54
1:F:566:1LE:HG23 1:F:608:GLN:HB2 1.90 0.54
1:G:566:1LE:HG23 1:G:608:GLN:HB2 1.89 0.54
1:K:519:ASN:CB 1:K:520:PRO:HD2 2.35 0.54
1:M:300:LEU:HD21 | 1:M:307:PHE:CD2 2.41 0.54
1:M:455:SER.:O 1:M:457:GLN:N 2.39 0.54
1:N:546:GLU:HG2 | 1:N:722: THR:HG22 1.89 0.54
1:R:546:GLU:HG2 | 1:R:722:THR:HG22 1.89 0.54
1:R:566:1LE:HG23 1:R:608:GLN:HB2 1.89 0.54
1:S:431:LEU:HD21 1:S5:478: TRP:HB2 1.88 0.54
1:M:431:LEU:HD21 | 1:M:478:TRP:HB2 1.88 0.54
1:Q:315:LYS:HB2 1:QQ:680:SER:HB2 1.89 0.54
1:Q:272:HIS:HD1 1:Q:385:SER:HG 1.48 0.54
1:5:490:SER:HB3 1:S:496:ASN:OD1 2.07 0.54
1:A:431:LEU:HD21 1:A:478: TRP:HB2 1.89 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:315:LYS:HB2 1:A:680:SER:HB2 1.88 0.54
1:C:546:GLU:HG2 | 1:C:722:THR:HG22 1.89 0.54
1:E:566:ILE:HG23 1:E:608:GLN:HB2 1.89 0.54
1:G:527:HIS:NE2 1:G:562:ASP:0D2 2.35 0.54
1:G:546:GLU:HG2 | 1:G:722: THR:HG22 1.88 0.54
1:H:527:HIS:NE2 1:H:562:ASP:0OD2 2.37 0.54
1:I1:431:LEU:HD21 1:I:478: TRP:HB2 1.89 0.54
1:1:519:ASN:CB 1:1:520:PRO:HD2 2.35 0.54
1:K:315:LYS:HB2 1:K:680:SER:HB2 1.89 0.54
1:0:497:ASN:OD1 1:0:498:ASN:N 2.41 0.54
1:Q:566:1LE:-HG23 1:Q:608:GLN:HB2 1.89 0.54
1:K:270:ASP:O 1:R:472:SER:HB3 2.08 0.54
1:T:441:GLN:OE1 1:T:475:PRO:HD2 2.07 0.54
1:B:546:GLU:HG2 | 1:B:722:THR:HG22 1.89 0.54
1:C:490:SER:HB3 1:C:496:ASN:OD1 2.08 0.54
1:H:546:GLU:HG2 | 1:H:722:THR:HG22 1.89 0.54
1:J:455:SER:O 1:J:457:GLN:N 2.39 0.54
1:K:377:GLY:HA3 1:R:438:LEU:HD13 1.88 0.54
1:N:490:SER:HB3 1:N:496:ASN:OD1 2.08 0.54
1:P:490:SER:HB3 1:P:496:ASN:OD1 2.08 0.54
1:N:696:ASN:HD21 1:Q:393:PHE:H 1.55 0.54
1:K:399:PHE:CE2 1:R:693:LYS:HD3 2.42 0.54
1:S:545:LYS:O 1:S:547:SER:N 2.41 0.54
1:S:566:ILE:HG23 1:S:608: GLN:HB2 1.90 0.54
1:E:497:ASN:OD1 1:E:498:ASN:N 2.40 0.54
1:G:315:LYS:HB2 1:G:680:SER:HB2 1.88 0.54
1:1:455:SER:O 1:1:457:GLN:N 2.39 0.54
1:L:527:HIS:NE2 1:L:562:ASP:0D2 2.37 0.54
1:M:490:SER:HB3 1:M:496:ASN:OD1 2.08 0.54
1:H:696:ASN:HD21 1:N:393:PHE:H 1.53 0.54
1:P:366:PHE:CE2 1:P:368:ALA:HB3 2.43 0.54
1:T:262:SER:OG 1:T:385:SER:OG 2.18 0.54
1:F:270:ASP:O 1:P:472:SER:HB3 2.07 0.54
1:F:546:GLU:HG2 | 1:F:722:THR:HG22 1.89 0.54
1:J:262:SER:OG 1:J:385:SER:OG 2.18 0.54
1:J:566:ILE:HG23 1:J:608:GLN:HB2 1.88 0.54
1:K:546:GLU:HG2 | 1:K:722: THR:HG22 1.88 0.54
1:K:598:VAL:HG21 | 1:R:599:MET:HE1 1.88 0.54
1:M:366:PHE:CE2 1:M:368:ALA:HB3 2.43 0.54
1:T:566:1LE:HG23 1:T:608:GLN:HB2 1.89 0.54
1:A:366:PHE:CE2 1:A:368:ALA:HB3 2.43 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:497:ASN:OD1 1:A:498:ASN:N 2.40 0.54
1:B:490:SER:HB3 1:B:496:ASN:OD1 2.08 0.54
1:B:497:ASN:OD1 1:B:498:ASN:N 2.41 0.54
1:C:725:ARG:HB2 1:C:726:PRO:HD2 1.87 0.54
1:D:315:LYS:HB2 1:D:680:SER:HB2 1.88 0.54
1:D:626:ASP:OD1 1:E:608:GLN:NE2 2.41 0.54
1:G:497:ASN:OD1 1:G:498:ASN:N 2.40 0.54
1:J:366:PHE:CE2 1:J:368:ALA:HB3 2.43 0.54
1:J:257:TYR:HE1 1:1L:368:ALA:HB2 1.73 0.54
1:P:455:SER:O 1:P:457:GLN:N 2.40 0.54
1:S:546:GLU:HG2 1:S:722: THR:HG22 1.89 0.54
1:C:566:1LE:HG23 1:C:608:GLN:HB2 1.89 0.54
1:D:497:ASN:OD1 1:D:498:ASN:N 2.40 0.54
1:F:393:PHE:H 1:P:696:ASN:HD21 1.52 0.54
1:F:545:LYS:O 1:F:547:SER:N 2.41 0.54
1:B:270:ASP:O 1:G:472:SER:HB3 2.07 0.54
1:1:497:ASN:OD1 1:1:498:ASN:N 2.40 0.54
1:J:497:ASN:OD1 1:J:498:ASN:N 2.41 0.54
1:N:366:PHE:CE2 1:N:368:ALA:HB3 2.43 0.54
1:Q:527:HIS:NE2 1:Q:562:ASP:0D2 2.36 0.54
1:R:366:PHE:CE2 1:R:368:ALA:HB3 2.43 0.54
1:A:485:ARG:NE 1:A:574:THR:O 2.41 0.54
1:A:490:SER:HB3 1:A:496:ASN:OD1 2.07 0.54
1:B:441:GLN:OE1 1:B:475:PRO:HD2 2.07 0.54
1:D:262:SER:OG 1:D:385:SER:OG 2.19 0.54
1:G:519:ASN:CB 1:G:520:PRO:HD2 2.35 0.54
1:H:315:LYS:HB2 1:H:680:SER:HB2 1.90 0.54
1:S:315:LYS:HB2 1:5:680:SER:HB2 1.89 0.54
1:S5:497:ASN:OD1 1:S:498:ASN:N 2.41 0.54
1:P:431:LEU:HD21 1:P:478: TRP:HB2 1.88 0.54
1:P:546:GLU:HG2 | 1:P:722: THR:HG22 1.89 0.54
1:T:455:SER:O 1:T:457:GLN:N 2.39 0.54
1:C:366:PHE:CE2 1:C:368:ALA:HB3 2.44 0.53
1:E:431:LEU:HD21 1:E:478: TRP:HB2 1.88 0.53
1:K:566:1LE:HG23 1:K:608:GLN:HB2 1.89 0.53
1:1:431:LEU:HD21 1:1:478: TRP:HB2 1.88 0.53
1:M:519:ASN:CB 1:M:520:PRO:HD2 2.36 0.53
1:S:366:PHE:CE2 1:S:368:ALA:HB3 2.43 0.53
1:S:455:SER:O 1:S5:457:GLN:N 2.39 0.53
1:K:239:VAL:HG13 1:K:685: TRP:HB2 1.91 0.53
1:M:566:ILE:HG23 1:M:608: GLN:HB2 1.88 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:0:546:GLU:HG2 | 1:0:722:THR:HG22 1.89 0.53
1:N:472:SER:HB3 1:Q:270:ASP:O 2.08 0.53
1:R:490:SER:HB3 1:R:496:ASN:OD1 2.08 0.53
1:B:366:PHE:CE2 1:B:368:ALA:HB3 2.43 0.53
1:J:398: TYR:OH 1:1L:296:ASP:0D2 2.22 0.53
1:J:654:VAL:HG11 1:1:322:LYS:HZ2 1.74 0.53
1:M:315:LYS:HB2 1:M:680:SER:HB2 1.89 0.53
1:0:366:PHE:CE2 1:0:368:ALA:HB3 2.43 0.53
1:P:315:LYS:HB2 1:P:680:SER:HB2 1.90 0.53
1:T:527:HIS:NE2 1:T:562:ASP:0D2 2.36 0.53
1:A:527:HIS:NE2 1:A:562:ASP:0OD2 2.37 0.53
1:E:366:PHE:CE2 1:E:368:ALA:HB3 2.44 0.53
1:F:366:PHE:CE2 1:F:368:ALA:HB3 2.43 0.53
1:H:490:SER:HB3 1:H:496:ASN:OD1 2.08 0.53
1:K:490:SER:HB3 1:K:496:ASN:OD1 2.08 0.53
1:P:527:HIS:NE2 1:P:562:ASP:0D2 2.36 0.53
1:B:485:ARG:NE 1:B:574: THR.:O 2.42 0.53
1:E:300:LEU:HD21 1:E:307:PHE:CD2 2.42 0.53
1:J:546:GLU:HG2 1:J:722:THR:HG22 1.89 0.53
1:K:366:PHE:CE2 1:K:368:ALA:HB3 2.43 0.53
1:K:481:GLY:HA3 1:K:607: TRP:HB3 1.91 0.53
1:P:262:SER:OG 1:P:385:SER:OG 2.19 0.53
1:C:455:SER:O 1:C:457:GLN:N 2.39 0.53
1:H:366:PHE:CE2 1:H:368:ALA:HB3 2.43 0.53
1:K:545:LYS:O 1:K:547:SER:N 2.41 0.53
1:J:664:ALA:CB 1:L:360:GLN:CD 2.77 0.53
1:N:566:ILE:HG23 1:N:608:GLN:HB2 1.90 0.53
1:0:545:LYS:O 1:0:547:SER:N 2.42 0.53
1:0:239:VAL:HG13 1:0:685: TRP:HB2 1.91 0.53
1:P:497:ASN:OD1 1:P:498:ASN:N 2.40 0.53
1:Q:519:ASN:CB 1:Q:520:PRO:HD2 2.35 0.53
1:R:519:ASN:CB 1:R:520:PRO:HD2 2.35 0.53
1:T:490:SER:HB3 1:T:496:ASN:OD1 2.09 0.53
1:1:546:GLU:HG2 | 1:T:722:THR:HG22 1.89 0.53
1:A:455:SER:O 1:A:457:GLN:N 2.39 0.53
1:B:455:SER:O 1:B:457:GLN:N 2.39 0.53
1:B:519:ASN:CB 1:B:520:PRO:HD2 2.35 0.53
1:D:490:SER:HB3 1:D:496:ASN:OD1 2.08 0.53
1:E:490:SER:HB3 1:E:496:ASN:OD1 2.08 0.53
1:F:481:GLY:HA3 1:F:607:- TRP:HB3 1.91 0.53
1:G:545:LYS:O 1:G:547:SER:N 2.41 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:G:239:VAL:HG13 1:G:685: TRP:HB2 1.91 0.53
1:1:366:PHE:CE2 1:1:368:ALA:HB3 2.43 0.53
1:1:239:VAL:HG13 1:1:685: TRP:HB2 1.90 0.53
1:J:715:VAL:HG21 1:R:257:TYR:C 2.28 0.53
1:L:566:1ILE:HG23 1:L:608: GLN:HB2 1.89 0.53
1:0:527:HIS:NE2 1:0:562:ASP:0OD2 2.37 0.53
1:R:455:SER:O 1:R:457:GLN:N 2.39 0.53
1:A:519:ASN:CB 1:A:520:PRO:HD2 2.35 0.53
1:D:481:GLY:HA3 1:D:607: TRP:HB3 1.91 0.53
1:L:545:LYS:O 1:L:547:SER:N 2.41 0.53
1:C:239:VAL:HG13 1:C:685: TRP:HB2 1.91 0.53
1:D:366:PHE:CE2 1:D:368:ALA:HB3 2.43 0.53
1:G:455:SER:O 1:G:457:GLN:N 2.39 0.53
1:G:481:GLY:HA3 1:G:607:TRP:HB3 1.91 0.53
1:1:490:SER:HB3 1:1:496:ASN:OD1 2.08 0.53
1:K:485:ARG:NE 1:K:574:THR:O 2.42 0.53
1:H:423:SER:OG 1:N:626:ASP:OD1 2.21 0.53
1:0:481:GLY:HA3 1:0:607: TRP:HB3 1.91 0.53
1:Q:490:SER:HB3 1:Q:496:ASN:OD1 2.09 0.53
1:C:485:ARG:NE 1:C:574: THR:O 2.42 0.53
1:C:481:GLY:HA3 1:C:607: TRP:HB3 1.91 0.53
1:G:366:PHE:CE2 1:G:368:ALA:HB3 2.43 0.53
1:G:490:SER:HB3 1:G:496:ASN:OD1 2.09 0.53
1:J:490:SER:HB3 1:J:496:ASN:OD1 2.08 0.53
1:0:485:ARG:NE 1:0:574:THR:O 2.42 0.53
1:0:490:SER:HB3 1:0:496:ASN:OD1 2.09 0.53
1:C:315:LYS:HB2 1:C:680:SER:HB2 1.89 0.52
1:C:545:LYS:O 1:C:547:SER:N 2.40 0.52
1:E:519:ASN:CB 1:E:520:PRO:HD2 2.35 0.52
1:F:490:SER:HB3 1:F:496:ASN:OD1 2.08 0.52
1:F:239:VAL:HG13 1:F:685: TRP:HB2 1.91 0.52
1:J:519:ASN:CB 1:J:520:PRO:HD2 2.35 0.52
1:L:366:PHE:CE2 1:L:368:ALA:HB3 2.43 0.52
1:L:490:SER:HB3 1:L:496:ASN:OD1 2.08 0.52
1:E:481:GLY:HA3 1:E:607:- TRP:HB3 1.91 0.52
1:P:481:GLY:HA3 1:P:607:- TRP:HB3 1.92 0.52
1:R:262:SER:OG 1:R:385:SER:OG 2.18 0.52
1:C:519:ASN:H 1:C:519:ASN:HD22 1.57 0.52
1:H:239:VAL:HG13 1:H:685: TRP:HB2 1.92 0.52
1:F:696:ASN:HD21 1:I:393:PHE:H 1.57 0.52
1:1:485:ARG:NE 1:1:574: THR.:O 2.43 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:K:393:PHE:H 1:R:696:ASN:HD21 1.52 0.52
1:0:338:THR:O 1:S:320:GLN:NE2 2.38 0.52
1:R:239:VAL:HG13 1:R:685: TRP:HB2 1.90 0.52
1:S:481:GLY:HA3 1:S:607:-TRP:HB3 1.92 0.52
1:T:366:PHE:CE2 1:T:368:ALA:HB3 2.44 0.52
1:A:519:ASN:HD22 1:A:519:ASN:H 1.57 0.52
1:C:262:SER:OG 1:C:385:SER:OG 2.18 0.52
1:F:262:SER:OG 1:F:385:SER:OG 2.18 0.52
1:H:455:SER:O 1:H:457:GLN:N 2.39 0.52
1:F:472:SER:HB3 1:1:270:ASP:O 2.09 0.52
1:J:481:GLY:HA3 1:J:607:- TRP:HB3 1.91 0.52
1:M:519:ASN:H 1:M:519:ASN:HD22 1.58 0.52
1:F:377:GLY:HA3 1:P:438:LEU:HD13 1.90 0.52
1:1:608: GLN:NE2 1:P:626:ASP:OD1 2.43 0.52
1:QQ:481:GLY:HA3 1:Q:607:TRP:HB3 1.91 0.52
1:R:519:ASN:H 1:R:519:ASN:HD22 1.57 0.52
1:T:481:GLY:HA3 1:T:607:TRP:HB3 1.91 0.52
1:B:481:GLY:HA3 1:B:607: TRP:HB3 1.91 0.52
1:C:611:ASP:HB2 1:C:730:ARG:NH1 2.25 0.52
1:D:485:ARG:NE 1:D:574: THR:O 2.42 0.52
1:E:611:ASP:HB2 1:E:730:ARG:NH1 2.25 0.52
1:1.:519:ASN:H 1:1.:519:ASN:HD22 1.58 0.52
1:J:652: THR:HG21 | 1:L:678:GLN:HE21 1.74 0.52
1:0:490:SER:HB2 1:0:534:PHE:CE2 2.45 0.52
1:T:239:VAL:HG13 1:T:685: TRP:HB2 1.91 0.52
1:A:481:GLY:HA3 1:A:607: TRP:HB3 1.91 0.52
1:E:657:ASN:H 1:E:657:ASN:HD22 1.58 0.52
1:G:611:ASP:HB2 1:G:730:ARG:NH1 2.25 0.52
1:J:611:ASP:0OD1 1:J:612:VAL:N 2.43 0.52
1:1:481:GLY:HA3 1:L:607:- TRP:HB3 1.91 0.52
1:N:545:LYS:O 1:N:547:SER:N 2.41 0.52
1:R:315:LYS:HB2 1:R:680:SER:HB2 1.91 0.52
1:S:485:ARG:NE 1:S:574: THR:O 2.42 0.52
1:T1:545:LYS:O 1:T:547:SER:N 2.42 0.52
1:B:239:VAL:HG13 1:B:685: TRP:HB2 1.92 0.52
1:F:485:ARG:NE 1:F:574: THR: O 2.43 0.52
1:N:262:SER:OG 1:N:385:SER:OG 2.18 0.52
1:0:611:ASP:HB2 1:0:730:ARG:NH1 2.24 0.52
1:Q:366:PHE:CE2 1:QQ:368:ALA:HB3 2.44 0.52
1:J:707:LYS:HG2 1:R:386:GLN:NE2 2.25 0.52
1:R:485:ARG:NE 1:R:574:THR:O 2.43 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:262:SER:OG 1:A:385:SER:OG 2.19 0.52
1:1L:455:SER:O 1:L:457:GLN:N 2.39 0.52
1:1:239:VAL:HG13 1:L:685: TRP:HB2 1.91 0.52
1:N:611:ASP:OD1 1:N:612:VAL:N 2.43 0.52
1:0:308:ARG:HD2 1:0:310:LYS:NZ 2.25 0.52
1:P:611:ASP:HB2 1:P:730:ARG:NH1 2.25 0.52
1:T:519:ASN:CB 1:T:520:PRO:HD2 2.35 0.52
1:B:308:ARG:HD2 1:B:310:LYS:NZ 2.25 0.52
1:H:626:ASP:OD1 1:Q:608: GLN:NE2 2.43 0.52
1:M:308:ARG:HD2 1:M:310:LYS:NZ 2.25 0.52
1:N:608:GLN:HE21 1:Q:625: THR:HB 1.75 0.52
1:R:481:GLY:HA3 1:R:607:-TRP:HB3 1.92 0.52
1:A:338:THR:O 1:M:320:GLN:NE2 2.35 0.52
1:D:239:VAL:HG13 1:D:685: TRP:HB2 1.91 0.52
1:F:598: VAL:HG21 1:P:599:MET:HE1 1.92 0.52
1:P:239:VAL:HG13 1:P:685: TRP:HB2 1.91 0.52
1:R:545:LYS:O 1:R:547:SER:N 2.41 0.52
1:R:527:HIS:NE2 1:R:562:ASP:0OD2 2.36 0.52
1:S:519:ASN:CB 1:5:520:PRO:HD2 2.35 0.52
1:S:611:ASP:HB2 1:S:730:ARG:NH1 2.25 0.52
1:A:611:ASP:HB2 1:A:730:ARG:NH1 2.25 0.51
1:D:308:ARG:HD?2 1:D:310:LYS:NZ 2.25 0.51
1:D:338:THR:O 1:1:320: GLN:NE2 2.37 0.51
1:D:502: THR:HG21 1:E:447:ASN:O 2.10 0.51
1:F:451:ASN:ND2 1:F:460:ASP:OD2 2.38 0.51
1:H:519:ASN:HD22 1:H:519:ASN:H 1.58 0.51
1:1:308:ARG:HD2 1:1:310:LYS:NZ 2.25 0.51
1:1:545:LYS:O 1:1:547:SER:N 2.41 0.51
1:J:239:VAL:HG13 1:J:685: TRP:HB2 1.92 0.51
1:K:611:ASP:HB2 1:K:730:ARG:NH1 2.26 0.51
1:L:272:HIS:CE1 1:L:385:SER:HG 2.28 0.51
1:M:490:SER:HB2 1:M:534:PHE:CE2 2.46 0.51
1:M:481:GLY:HA3 1:M:607: TRP:HB3 1.91 0.51
1:N:239:VAL:HG13 1:N:685: TRP:HB2 1.91 0.51
1:A:545:LYS:O 1:A:547:SER:N 2.41 0.51
1:D:270:ASP:O 1:E:472:SER:HB3 2.09 0.51
1:F:519:ASN:HD22 1:F:519:ASN:H 1.58 0.51
1:N:611:ASP:HB2 1:N:730:ARG:NH1 2.25 0.51
1:Q:239:VAL:HG13 | 1:Q:685:TRP:HB2 1.91 0.51
1:Q:611:ASP:HB2 1:Q:730:ARG:NH1 2.26 0.51
1:R:611:ASP:HB2 1:R:730:ARG:NH1 2.25 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)

1:1T:437:PRO:C 1:T:438:LEU:HD12 2.31 0.51
1:F:490:SER:HB2 1:F:534:PHE:CE2 2.46 0.51
1:M:437:PRO:C 1:M:438:LEU:HD12 2.31 0.51
1:M:485:ARG:NE 1:M:574: THR:O 2.42 0.51
1:N:481:GLY:HA3 1:N:607:-TRP:HB3 1.91 0.51
1:P:545:LYS:O 1:P:547:SER:N 2.41 0.51
1:1T:490:SER:HB2 1:T:534:PHE:CE2 2.46 0.51
1:B:611:ASP:OD1 1:B:612:VAL:N 2.44 0.51
1:C:490:SER:HB2 1:C:534:PHE:CE2 2.45 0.51
1:H:262:SER:OG 1:H:385:SER:OG 2.19 0.51
1:H:611:ASP:HB2 1:H:730:ARG:NH1 2.26 0.51
1:1:490:SER:HB2 1:1:534:PHE:CE2 2.46 0.51
1:J:545:LYS:O 1:J:547:SER:N 2.41 0.51
1:L:611:ASP:HB2 1:L:730:ARG:NH1 2.26 0.51
1:N:519:ASN:HD22 1:N:519:ASN:H 1.58 0.51
1:H:599:MET:HE1 1:N:598:VAL:HG21 1.93 0.51
1:R:657:ASN:H 1:R:657:ASN:HD22 1.58 0.51
1:B:519:ASN:HD22 1:B:519:ASN:H 1.58 0.51
1:E:485:ARG:NE 1:E:574:THR:O 2.42 0.51
1:}:437:PRO:C 1:F:438:LEU:HD12 2.31 0.51
1:G:519:ASN:H 1:G:519:ASN:HD22 1.58 0.51
1:H:481:GLY:HA3 1:H:607: TRP:HB3 1.91 0.51
1:L:611:ASP:OD1 1:L:612:VAL:N 2.44 0.51
1:N:693:LYS:HD3 1:Q:399:PHE:CE2 2.46 0.51
1:Q:545:LYS:O 1:Q:547:SER:N 2.41 0.51
1:QQ:485:ARG:NE 1:Q:574:THR:O 2.42 0.51
1:T:302:ASN:HD21 1:T:701:TYR:H 1.59 0.51
1:A:451:ASN:ND2 1:A:460:ASP:0OD2 2.37 0.51
1:A:239:VAL:HG13 1:A:685: TRP:HB2 1.91 0.51
1:D:455:SER.:O 1:D:457:GLN:N 2.39 0.51
1:E:527:HIS:NE2 1:E:562:ASP:0D2 2.37 0.51
1:J:401:SER:O 1:L:228: TRP:N 2.43 0.51
1:J:611:ASP:HB2 1:J:730:ARG:NH1 2.25 0.51
1:K:502:THR:HG21 1:R:447:ASN:O 2.11 0.51
1:M:239:VAL:HG13 | 1:M:685:TRP:HB2 1.91 0.51
1:P:308:ARG:HD?2 1:P:310:LYS:NZ 2.25 0.51
1:Q:249:LEU:HG 1:Q:651:ASN:HD21 1.76 0.51
1:S5:239:VAL:HG13 1:S:685: TRP:HB2 1.91 0.51
1:T:249:.LEU:HG 1:T:651:ASN:HD21 1.76 0.51
1:B:302:ASN:HD21 1:B:701:TYR:H 1.59 0.51
1:E:272:HIS:CE1 1:E:385:SER:HG 2.28 0.51
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1:E:455:SER.:O 1:E:457:GLN:N 2.39 0.51
1:E:611:ASP:0OD1 1:E:612:VAL:N 2.44 0.51
1:E:239:VAL:HG13 1:E:685: TRP:HB2 1.92 0.51
1:H:608: GLN:NE2 1:N:626:ASP:0OD1 2.44 0.51
1:H:302:ASN:HD21 1:H:701:TYR:H 1.59 0.51
1:K:657:ASN:H 1:K:657:ASN:HD22 1.59 0.51
1:1L:437:PRO:C 1:L:438:LEU:HD12 2.31 0.51
1:P:519:ASN:CB 1:P:520:PRO:HD2 2.35 0.51
1:T:611:ASP:HB2 1:T:730:ARG:NH1 2.26 0.51
1:B:490:SER:HB2 1:B:534:PHE:CE2 2.46 0.51
1:B:625:THR:HB 1:G:608:GLN:HE21 1.76 0.51
1:C:437:PRO:C 1:C:438:LEU:HD12 2.32 0.51
1:C:519:ASN:CB 1:C:520:PRO:CD 2.89 0.51
1:E:490:SER:HB2 1:E:534:PHE:CE2 2.46 0.51
1:F:399:PHE:CE2 1:P:693:LYS:HD3 2.45 0.51
1:G:308:ARG:HD2 1:G:310:LYS:NZ 2.26 0.51
1:G:490:SER:HB2 1:G:534:PHE:CE2 2.46 0.51
1:J:519:ASN:H 1:J:519:ASN:HD22 1.58 0.51
1:J:485:ARG:NE 1:J:574: THR:O 2.42 0.51
1:M:611:ASP:HB2 1:M:730:ARG:NH1 2.25 0.51
1:N:485:ARG:NE 1:N:574:THR:O 2.43 0.51
1:P:490:SER:HB2 1:P:534:PHE:CE2 2.46 0.51
1:H:502: THR:HG21 1:Q:447:ASN:O 2.10 0.51
1:Q:302:ASN:HD21 1:Q:701:TYR:H 1.59 0.51
1:S:308:ARG:HD2 1:S:310:LYS:NZ 2.26 0.51
1:H:249:LEU:HG 1:H:651:ASN:HD21 1.76 0.51
1:J:490:SER:HB2 1:J:534:PHE:CE2 2.46 0.51
1:L:308:ARG:HD2 1:1L:310:LYS:NZ 2.26 0.51
1:N:308:ARG:HD2 1:N:310:LYS:NZ 2.26 0.51
1:N:490:SER:HB2 1:N:534:PHE:CE2 2.46 0.51
1:P:519:ASN:H 1:P:519:ASN:HD22 1.59 0.51
1:S:302:ASN:HD21 1:S:701:TYR:H 1.59 0.51
1:A:519:ASN:CB 1:A:520:PRO:CD 2.89 0.51
1:D:490:SER:HB2 1:D:534:PHE:CE2 2.46 0.51
1:D:302:ASN:HD21 1:D:701:'TYR:H 1.59 0.51
1:E:437:PRO:C 1:E:438:LEU:HD12 2.32 0.51
1:J:657:ASN:HD22 1:J:657:ASN:H 1.59 0.51
1:H:693:LYS:HD3 1:N:399:PHE:CE2 2.46 0.51
1:J:367:PRO:HB2 1:R:397:GLU:HB2 1.94 0.51
1:T:308:ARG:HD2 1:T:310:LYS:NZ 2.25 0.51
1:0:608:GLN:NE2 1:T:626:ASP:0OD1 2.43 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)

1:E:545:LYS:O 1:E:547:SER:N 2.42 0.50
1:B:399:PHE:CE2 1:G:693:LYS:HD3 2.45 0.50
1:B:393:PHE:H 1:G:696:ASN:HD21 1.55 0.50
1:H:490:SER:HB2 1:H:534:PHE:CE2 2.45 0.50
1:H:545:LYS:O 1:H:547:SER:N 2.42 0.50
1:1:481:GLY:HA3 1:I.607:-TRP:HB3 1.91 0.50
1:L:485:ARG:NE 1:L:574: THR:O 2.43 0.50
1:L:657:ASN:H 1:L:657:ASN:HD22 1.59 0.50
1:N:657:ASN:HD22 1:N:657:ASN:H 1.58 0.50
1:0:519:ASN:CB 1:0:520:PRO:CD 2.89 0.50
1:S:437.:PRO:C 1:S:438:LEU:HD12 2.31 0.50
1:A:611:ASP:OD1 1:A:612:VAL:N 2.44 0.50
1:B:611:ASP:HB2 1:B:730:ARG:NH1 2.26 0.50
1:C:308:ARG:HD2 1:C:310:LYS:NZ 2.25 0.50
1:F:308:ARG:HD2 1:F:310:LYS:NZ 2.26 0.50
1:F:611:ASP:HB2 1:F:730:ARG:NH1 2.26 0.50
1:F:657:ASN:HD22 1:F:657:ASN:H 1.59 0.50
1:G:611:ASP:OD1 1:G:612:VAL:N 2.44 0.50
1:1:519:ASN:HD22 1:1:519:ASN:H 1.58 0.50
1:1:611:ASP:HB2 1:1:730:ARG:NH1 2.26 0.50
1:0:451:ASN:ND2 1:0:460:ASP:0OD2 2.37 0.50
1:Q:455:SER:O 1:Q:457:GLN:N 2.39 0.50
1:R:611:ASP:OD1 1:R:612:VAL:N 2.44 0.50
1:5:490:SER:HB2 1:S:534:PHE:CE2 2.46 0.50
1:S:657:ASN:HD22 1:S:657:ASN:H 1.59 0.50
1:A:308:ARG:HD2 1:A:310:LYS:NZ 2.26 0.50
1:A:249:LEU:HG 1:A:651:ASN:HD21 1.77 0.50
1:A:423:SER:HB2 | 1:A:730:ARG:HH21 1.76 0.50
1:C:249:LEU:HG 1:C:651:ASN:HD21 1.77 0.50
1:D:611:ASP:HB2 1:D:730:ARG:NH1 2.26 0.50
1:1:437:PRO:C 1:1:438:LEU:HD12 2.32 0.50
1:K:437:PRO:C 1:K:438:LEU:HD12 2.32 0.50
1:K:490:SER:HB2 1:K:534:PHE:CE2 2.46 0.50
1:M:545:LYS:O 1:M:547:SER:N 2.41 0.50
1:Q:611:ASP:OD1 1:Q:612:VAL:N 2.44 0.50
1:0:447:ASN:O 1:T:502: THR:HG21 2.11 0.50
1:T:519:ASN:CB 1:T:520:PRO:CD 2.89 0.50
1:D:545:LYS:O 1:D:547:SER:N 2.41 0.50
1:D:611:ASP:OD1 1:D:612:VAL:N 2.44 0.50
1:E:519:ASN:CB 1:E:520:PRO:CD 2.90 0.50
1:H:429:GLN:OE1 1:N:352:PRO:HB3 2.11 0.50
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1:H:519:ASN:CB 1:H:520:PRO:CD 2.89 0.50
1:K:519:ASN:HD22 1:K:519:ASN:H 1.58 0.50
1:K:611:ASP:0OD1 1:K:612:VAL:N 2.44 0.50
1:M:302:ASN:HD21 1:M:701:TYR:H 1.60 0.50
1:N:249:LEU:HG 1:N:651:ASN:HD21 1.76 0.50
1:0:437:PRO:C 1:0:438:LEU:HD12 2.32 0.50
1:0:520:PRO:HG2 1:0:541:MET:SD 2.51 0.50
1:Q:519:ASN:HD22 1:Q:519:ASN:H 1.58 0.50
1:S:519:ASN:H 1:S:519:ASN:HD22 1.59 0.50
1:T:451:ASN:ND2 1:T:460:ASP:0OD2 2.38 0.50
1:T:519:ASN:H 1:T:519:ASN:HD22 1.57 0.50
1:C:302:ASN:HD21 1:C:701:TYR:H 1.59 0.50
1:D:519:ASN:CB 1:D:520:PRO:CD 2.89 0.50
1:F:611:ASP:OD1 1:F:612: VAL:N 2.45 0.50
1:G:519:ASN:CB 1:G:520:PRO:CD 2.89 0.50
1:H:485:ARG:NE 1:H:574: THR.:O 2.43 0.50
1:H:611:ASP:OD1 1:H:612: VAL:N 2.44 0.50
1:H:657:ASN:HD22 1:H:657:ASN:H 1.59 0.50
1:L:519:ASN:CB 1:L:520:PRO:CD 2.89 0.50
1:1:423:SER:HB2 1:L:730:ARG:HH21 1.77 0.50
1:N:437:PRO:C 1:N:438:LEU:HD12 2.31 0.50
1:0:519:ASN:H 1:0:519:ASN:HD22 1.59 0.50
1:P:611:ASP:0OD1 1:P:612:VAL:N 2.44 0.50
1:R:490:SER:HB2 1:R:534:PHE:CE2 2.47 0.50
1:S:519:ASN:CB 1:5:520:PRO:CD 2.90 0.50
1:B:545:LYS:O 1:B:547:SER:N 2.41 0.50
1:D:657:ASN:HD22 1:D:657:ASN:H 1.59 0.50
1:G:437:PRO:C 1:G:438:LEU:HD12 2.31 0.50
1:H:519:ASN:CB 1:H:520:PRO:HD2 2.35 0.50
1:J:423:SER:HB2 1:J:730:ARG:HH21 1.77 0.50
1:M:423:SER:HB2 | 1:M:730:ARG:HH21 1.76 0.50
1:Q:272:HIS:CE1 1:QQ:385:SER:HG 2.30 0.50
1:0:696:ASN:HD21 1:T:392:SER:HA 1.77 0.50
1:D:437:PRO:C 1:D:438:LEU:HD12 2.31 0.50
1:F:423:SER:HB2 1:F:730:ARG:HH21 1.77 0.50
1:H:308:ARG:HD2 1:H:310:LYS:NZ 2.26 0.50
1:1:249:LEU:HG 1:1:651:ASN:HD21 1.76 0.50
1:J:519:ASN:CB 1:J:520:PRO:CD 2.89 0.50
1:R:437:PRO:C 1:R:438:LEU:HD12 2.32 0.50
1:B:437:PRO:C 1:B:438:LEU:HD12 2.32 0.50
1:B:657:ASN:H 1:B:657:ASN:HD22 1.59 0.50
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1:E:302:ASN:HD21 1:E:701:'TYR:H 1.59 0.50
1:F:455:SER:O 1:F:457:GLN:N 2.40 0.50
1:1:611:ASP:OD1 1:1:612:VAL:N 2.45 0.50
1:K:455:SER:O 1:K:457:GLN:N 2.39 0.50
1:K:423:SER:HB2 1:K:730:ARG:HH21 1.77 0.50
1:L:451:ASN:ND2 1:L:460:ASP:0D2 2.38 0.50
1:M:422:HIS:NE2 1:M:612: VAL:HG22 2.27 0.50
1:0:611:ASP:OD1 1:0:612:VAL:N 2.45 0.50
1:P:519:ASN:CB 1:P:520:PRO:CD 2.89 0.50
1:T:423:SER:HB2 1:T:730:ARG:HH21 1.76 0.50
1:B:519:ASN:CB 1:B:520:PRO:CD 2.90 0.50
1:C:611:ASP:OD1 1:C:612:VAL:N 2.44 0.50
1:D:423:SER:HB2 1:D:730:ARG:HH21 1.77 0.50
1:F:608:GLN:HE21 1:1:625: THR:HB 1.76 0.50
1:1:423:SER:HB2 1:1:730:ARG:HH21 1.77 0.50
1:K:302:ASN:HD21 1:K:701:TYR:H 1.60 0.50
1:1:519:ASN:CB 1:L:520:PRO:HD2 2.35 0.50
1:N:519:ASN:CB 1:N:520:PRO:CD 2.90 0.50
1:P:437:PRO:C 1:P:438:LEU:HD12 2.32 0.50
1:T:485:ARG:NE 1:T:574: THR:O 2.42 0.50
1:D:519:ASN:H 1:D:519:ASN:HD22 1.58 0.49
1:G:302:ASN:HD21 1:G:701:TYR:H 1.60 0.49
1:J:308:ARG:HD?2 1:J:310:LYS:NZ 2.26 0.49
1:J:437:PRO:C 1:J:438:LEU:HD12 2.32 0.49
1:J:707:LYS:HA 1:R:387:ALA:O 2.12 0.49
1:K:308:ARG:HD2 1:K:310:LYS:NZ 2.26 0.49
1:P:302:ASN:HD21 1:P:701:'TYR:H 1.59 0.49
1:Q:308:ARG:HD2 1:Q:310:LYS:NZ 2.27 0.49
1:K:320:GLN:NE2 1:S:338: THR:O 2.37 0.49
1:A:490:SER:HB2 1:A:534:PHE:CE2 2.46 0.49
1:B:249.LEU:HG 1:B:651:ASN:HD21 1.77 0.49
1:D:498:ASN:HD21 1:E:457:GLN:NE2 2.10 0.49
1:E:249:LEU:HG 1:E:651:ASN:HD21 1.76 0.49
1:E:423:SER:HB2 1:E:730:ARG:HH21 1.78 0.49
1:H:272:HIS:CE1 1:H:385:SER:HG 2.31 0.49
1:H:437:PRO:C 1:H:438:LEU:HD12 2.32 0.49
1:1:302:ASN:HD21 1:L:701:TYR:H 1.60 0.49
1:R:308:ARG:HD2 1:R:310:LYS:NZ 2.26 0.49
1:T:422:HIS:NE2 1:T:612: VAL:HG22 2.28 0.49
1:C:657:ASN:HD22 1:C:657:ASN:H 1.59 0.49
1:E:519:ASN:H 1:E:519:ASN:HD22 1.59 0.49
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1:J:272:HIS:CE1 1:J:385:SER:HG 2.28 0.49
1:J:400:PRO:HD3 1:1L:231:ASP:HB2 1.93 0.49
1:K:357:SER:O 1:K:359:HIS:N 2.46 0.49
1:K:392:SER:OG 1:R:694:ARG:NH1 2.45 0.49
1:K:249:LEU:HG 1:K:651:ASN:HD21 1.77 0.49
1:M:249:LEU:HG 1:M:651:ASN:HD21 1.77 0.49
1:M:338:THR:O 1:T:320:GLN:NE2 2.42 0.49
1:N:313:ASN:HB3 1:N:682:GLU:HB3 1.94 0.49
1:Q:423:SER:HB2 | 1:Q:730:ARG:HH21 1.77 0.49
1:T:611:ASP:OD1 1:T:612:VAL:N 2.44 0.49
1:A:657:ASN:HD22 1:A:657:ASN:H 1.59 0.49
1:D:249:LEU:HG 1:D:651:ASN:HD21 1.77 0.49
1:F:519:ASN:CB 1:F:520:PRO:CD 2.89 0.49
1:B:626:ASP:0OD1 1:G:608:GLN:NE2 2.45 0.49
1:K:289:HIS:ND1 1:K:365:PRO:HB3 2.28 0.49
1:M:611:ASP:OD1 1:M:612:VAL:N 2.45 0.49
1:N:422:HIS:NE2 1:N:612:VAL:HG22 2.28 0.49
1:0:608:GLN:HE21 1:T:625:THR:HB 1.77 0.49
1:P:520:PRO:HG2 1:P:541:MET:SD 2.52 0.49
1:P:313:ASN:HB3 1:P:682:GLU:HB3 1.95 0.49
1:Q:490:SER:HB2 1:Q:534:PHE:CE2 2.46 0.49
1:S:611:ASP:OD1 1:S:612:VAL:N 2.45 0.49
1:T:657:ASN:H 1:T:657:ASN:HD22 1.58 0.49
1:D:601:ALA:O 1:D:602:LEU:HB2 2.13 0.49
1:E:308:ARG:HD2 1:E:310:LYS:NZ 2.27 0.49
1:E:520:PRO:HG2 1:E:541:MET:SD 2.53 0.49
1:F:313:ASN:HB3 1:F:682:GLU:HB3 1.94 0.49
1:J:451:ASN:ND2 1:J:460:ASP:0OD2 2.38 0.49
1:J:601:ALA:O 1:J:602:LEU:HB2 2.13 0.49
1:K:422:HIS:NE2 1:K:612:VAL:HG22 2.28 0.49
1:K:451:ASN:ND2 1:K:460:ASP:0D2 2.38 0.49
1:L:249:.LEU:HG 1:L:651:ASN:HD21 1.77 0.49
1:J:655:PRO:CG 1:L:370:VAL:HG11 2.39 0.49
1:0:693:LYS:HD3 1:T1:399:PHE:CE2 2.47 0.49
1:P:249:LEU:HG 1:P:651:ASN:HD21 1.77 0.49
1:P:423:SER:HB2 1:P:730:ARG:HH21 1.77 0.49
1:H:392:SER:HA 1:Q:696:ASN:HD21 1.77 0.49
1:G:601:ALA:O 1:G:602:LEU:HB2 2.13 0.49
1:P:289:HIS:ND1 1:P:365:PRO:HB3 2.28 0.49
1:Q:422:HIS:NE2 1:Q:612:VAL:HG22 2.28 0.49
1:R:249:LEU:HG 1:R:651:ASN:HD21 1.77 0.49
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1:A:302:ASN:HD21 1:A:701:TYR:H 1.60 0.49
1:D:289:HIS:ND1 1:D:365:PRO:HB3 2.28 0.49
1:F:352:PRO:HB3 1:P:429:GLN:OE1 2.12 0.49
1:G:422:HIS:NE2 1:G:612:VAL:HG22 2.27 0.49
1:F:693:LYS:HD3 1:1:399:PHE:CE2 2.48 0.49
1:1:313:ASN:HB3 1:1:682:GLU:HB3 1.95 0.49
1:J:302:ASN:HD21 1:J:701:TYR:H 1.59 0.49
1:K:626:ASP:OD1 1:R:608:GLN:NE2 2.46 0.49
1:1:490:SER:HB2 1:L:534:PHE:CE2 2.46 0.49
1:C:422:HIS:NE2 1:C:612: VAL:HG22 2.28 0.49
1:G:272:HIS:CE1 1:G:385:SER:HG 2.28 0.49
1:G:289:HIS:ND1 1:G:365:PRO:HB3 2.28 0.49
1:H:357:SER:O 1:H:359:HIS:N 2.46 0.49
1:J:664:ALA:HB2 1:1L:360:GLN:CG 2.42 0.49
1:N:455:SER:O 1:N:457:GLN:N 2.39 0.49
1:N:519:ASN:CB 1:N:520:PRO:HD2 2.35 0.49
1:N:423:SER:HB2 1:N:730:ARG:HH?21 1.77 0.49
1:R:451:ASN:ND2 1:R:460:ASP:0OD2 2.38 0.49
1:R:302:ASN:HD21 1:R:701:TYR:H 1.60 0.49
1:5:520:PRO:HG2 1:S:541:MET:SD 2.53 0.49
1:S:249:LEU.HG 1:S:651:ASN:HD21 1.77 0.49
1:T:289:HIS:ND1 1:T:365:PRO:HB3 2.28 0.49
1:A:313:ASN:HB3 1:A:682:GLU:HB3 1.95 0.49
1:B:289:HIS:ND1 1:B:365:PRO:HB3 2.28 0.49
1:B:357:SER:O 1:B:359:HIS:N 2.46 0.49
1:C:289:HIS:ND1 1:C:365:PRO:HB3 2.28 0.49
1:C:423:SER:HB2 1:C:730:ARG:HH21 1.78 0.49
1:D:520:PRO:HG2 1:D:541:MET:SD 2.53 0.49
1:D:625: THR:HB 1:E:608:GLN:HE21 1.78 0.49
1:F:249:LEU:HG 1:F:651:ASN:HD21 1.77 0.49
1:G:249:LEU:HG 1:G:651:ASN:HD21 1.77 0.49
1:N:254:ASN:ND2 1:N:254:ASN:O 2.46 0.49
1:N:265: THR:HG23 1:N:267:ALA:H 1.77 0.49
1:0:657:ASN:HD22 1:0:657:ASN:H 1.59 0.49
1:Q:289:HIS:ND1 1:Q:365:PRO:HB3 2.28 0.49
1:A:437:PRO:C 1:A:438:LEU:HD12 2.33 0.49
1:A:520:PRO:HG2 1:A:541:MET:SD 2.53 0.49
1:D:313:ASN:HB3 1:D:682:GLU:HB3 1.94 0.49
1:E:313:ASN:HB3 1:E:682:GLU:HB3 1.94 0.49
1:F:302: ASN:HD21 1:F:701:TYR:H 1.60 0.49
1:1:357:SER:O 1:1:359:HIS:N 2.46 0.49
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1:J:249:LEU:HG 1:J:651:ASN:HD21 1.77 0.49
1:J:705:TYR:HA 1:R:389:GLY:CA 2.37 0.49
1:1:422:HIS:NE2 1:1L:612:VAL:HG22 2.27 0.49
1:N:289:HIS:ND1 1:N:365:PRO:HB3 2.28 0.49
1:N:520:PRO:HG2 1:N:541:MET:SD 2.53 0.49
1:0:249:LEU:HG 1:0:651:ASN:HD21 1.77 0.49
1:Q:437:PRO:C 1:Q:438:LEU:HD12 2.32 0.49
1:R:520:PRO:HG2 1:R:541:MET:SD 2.53 0.49
1:R:422:HIS:NE2 1:R:612:VAL:HG22 2.27 0.49
1:E:422:HIS:NE2 1:E:612:VAL:HG22 2.28 0.48
1:G:254:ASN:ND2 1:G:254:ASN:O 2.46 0.48
1:G:657:ASN:HD22 1:G:657:ASN:H 1.59 0.48
1:1:657:ASN:HD22 1:1:657:ASN:H 1.59 0.48
1:J:282:TYR:CE2 1:J:374:PRO:HB2 2.48 0.48
1:J:339:SER:HA 1:1:320:GLN:NE2 2.28 0.48
1:J:403:MET:HG3 1:1L:227:ASN:HA 1.94 0.48
1:J:310:LYS:HB2 1:J:684:GLU:O 2.13 0.48
1:K:282:TYR:CE2 1:K:374:PRO:HB2 2.48 0.48
1:L:250:PRO:HG2 1:L:252:TYR:CE2 2.48 0.48
1:L:520:PRO:HG2 1:L:541:MET:SD 2.53 0.48
1:M:601:ALA:O 1:M:602:LEU:HB2 2.13 0.48
1:0:519:ASN:CB 1:0:520:PRO:HD2 2.35 0.48
1:P:357:SER:O 1:P:359:HIS:N 2.46 0.48
1:P:485:ARG:NE 1:P:574:THR:O 2.42 0.48
1:Q:520:PRO:HG2 1:Q:541:MET:SD 2.53 0.48
1:R:423:SER:HB2 1:R:730:ARG:HH21 1.77 0.48
1:A:289:HIS:ND1 1:A:365:PRO:HB3 2.28 0.48
1:E:621:LYS:HB2 1:E:643:PRO:HG3 1.95 0.48
1:G:313:ASN:HB3 1:G:682:GLU:HB3 1.95 0.48
1:J:711:VAL:HB 1:R:276: TYR:OH 2.13 0.48
1:M:519:ASN:CB 1:M:520:PRO:CD 2.90 0.48
1:M:520:PRO:HG2 1:M:541:MET:SD 2.53 0.48
1:P:657:ASN:HD22 1:P:657:ASN:H 1.60 0.48
1:Q:657:ASN:H 1:Q:657:ASN:HD?22 1.59 0.48
1:S:289:HIS:ND1 1:S:365:PRO:HB3 2.28 0.48
1:A:282: TYR:CE2 1:A:374:PRO:HB2 2.48 0.48
1:B:282:TYR:CE2 1:B:374:PRO:HB2 2.48 0.48
1:B:422:HIS:NE2 1:B:612:VAL:HG22 2.28 0.48
1:B:451:ASN:ND2 1:B:460:ASP:0D2 2.38 0.48
1:C:357:SER:O 1:C:359:HIS:N 2.46 0.48
1:G:423:SER:HB2 | 1:G:730:ARG:HH21 1.77 0.48
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1:1:272:HIS:CE1 1:1:385:SER:HG 2.29 0.48
1:1:520:PRO:HG2 1:1:541:MET:SD 2.53 0.48
1:J:520:PRO:HG2 1:J:541:MET:SD 2.53 0.48
1:1:313:ASN:HB3 1:1L:682:GLU:HB3 1.95 0.48
1:0:357:SER:O 1:0:359:HIS:N 2.46 0.48
1:P:282: TYR:CE2 1:P:374:PRO:HB2 2.49 0.48
1:1:447:ASN:O 1:P:502: THR:HG21 2.12 0.48
1:P:621:LYS:HB2 1:P:643:PRO:HG3 1.96 0.48
1:Q:451:ASN:ND2 1:Q:460:ASP:0D2 2.38 0.48
1:K:392:SER:HA 1:R:696:ASN:HD21 1.79 0.48
1:T:601:ALA:O 1:T:602:LEU:HB2 2.13 0.48
1:T:313:ASN:HB3 1:T:682:GLU:HB3 1.95 0.48
1:A:357:SER:O 1:A:359:HIS:N 2.46 0.48
1:B:502: THR:HG21 1:G:447:ASN:O 2.13 0.48
1:B:601:ALA:O 1:B:602:LEU:HB2 2.14 0.48
1:B:313:ASN:HB3 1:B:682:GLU:HB3 1.95 0.48
1:D:357:SER:O 1:D:359:HIS:N 2.46 0.48
1:H:621:LYS:HB2 1:H:643:PRO:HG3 1.95 0.48
1:1:250:PRO:HG2 1:1:252:TYR:CE2 2.49 0.48
1:1:601:ALA:O 1:1:602:LEU:HB2 2.13 0.48
1:1:302: ASN:HD21 1:I:701:TYR:H 1.59 0.48
1:J:289:HIS:ND1 1:J:365:PRO:HB3 2.27 0.48
1:J:357:SER:O 1:J:359:HIS:N 2.46 0.48
1:M:657:ASN:HD22 1:M:657:ASN:H 1.59 0.48
1:0:289:HIS:ND1 1:0:365:PRO:HB3 2.29 0.48
1:0:601:ALA:O 1:0:602:LEU:HB2 2.14 0.48
1:0:422:HIS:NE2 1:0:612:VAL:HG22 2.29 0.48
1:P:601:ALA:O 1:P:602:LEU:HB2 2.13 0.48
1:R:601:ALA:O 1:R:602:LEU:HB2 2.13 0.48
1:T:282: TYR:CE2 1:T:374:PRO:HB2 2.49 0.48
1:A:422:HIS:NE2 1:A:612:VAL:HG22 2.29 0.48
1:B:352:PRO:HB3 1:G:429:GLN:OE1 2.13 0.48
1:F:282: TYR:CE2 1:F:374:PRO:HB2 2.49 0.48
1:F:621:LYS:HB2 1:F:643:PRO:HG3 1.95 0.48
1:H:447:ASN:O 1:N:502: THR:HG21 2.13 0.48
1:1:457:GLN:NE2 1:P:498:ASN:HD21 2.11 0.48
1:J:422:HIS:NE2 1:J:612:VAL:HG22 2.27 0.48
1:K:520:PRO:HG2 1:K:541:MET:SD 2.53 0.48
1:L:289:HIS:ND1 1:L:365:PRO:HB3 2.28 0.48
1:M:313:ASN:HB3 1:M:682:GLU:HB3 1.95 0.48
1:0:282:TYR:CE2 1:0:374:PRO:HB2 2.49 0.48
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1:0:455:SER:O 1:0:457:GLN:N 2.40 0.48
1:1:696:ASN:HD21 1:P:393:PHE:H 1.60 0.48
1:Q:357:SER:O 1:Q:359:HIS:N 2.46 0.48
1:Q:313:ASN:HB3 1:Q:682:GLU:HB3 1.96 0.48
1:B:250:PRO:HG2 1:B:252:TYR:CE2 2.49 0.48
1:B:520:PRO:HG2 1:B:541:MET:SD 2.53 0.48
1:C:310:LYS:HB2 1:C:684:GLU:O 2.13 0.48
1:C:601:ALA:O 1:C:602:LEU:HB2 2.13 0.48
1:D:621:LYS:HB2 1:D:643:PRO:HG3 1.96 0.48
1:E:357:SER:O 1:E:359:HIS:N 2.46 0.48
1:D:399:PHE:CE2 1:E:693:LYS:HD3 2.49 0.48
1:F:357:SER:O 1:F:359:HIS:N 2.47 0.48
1:G:357:SER:O 1:G:359:HIS:N 2.47 0.48
1:G:485:ARG:NE 1:G:574:THR:O 2.42 0.48
1:H:289:HIS:ND1 1:H:365:PRO:HB3 2.28 0.48
1:H:601:ALA:O 1:H:602:LEU:HB2 2.13 0.48
1:1:422:HIS:NE2 1:1:612: VAL:HG22 2.28 0.48
1:K:282:TYR:CZ 1:K:374:PRO:HB2 2.49 0.48
1:K:272:HIS:CE1 1:K:385:SER:HG 2.31 0.48
1:L:310:LYS:HB2 1:1L:684:GLU:O 2.14 0.48
1:N:357:SER:O 1:N:359:HIS:N 2.47 0.48
1:N:282:TYR:CE2 1:N:374:PRO:HB2 2.49 0.48
1:Q:250:PRO:HG2 1:Q:252:TYR:CE2 2.49 0.48
1:R:245:ARG:CZ 1:R:367:PRO:HA 2.44 0.48
1:S:357:SER:O 1:S:359:HIS:N 2.46 0.48
1:F:354:VAL:H 1:F:646:GLN:HE22 1.62 0.48
1:F:625:THR:HB 1:P:608:GLN:HE21 1.78 0.48
1:G:520:PRO:HG2 1:G:541:MET:SD 2.54 0.48
1:H:520:PRO:HG2 1:H:541:MET:SD 2.54 0.48
1:1:400:PRO:HA 1:R:228: TRP:O 2.14 0.48
1:K:601:ALA:O 1:K:602:LEU:HB2 2.13 0.48
1:L:357:SER:O 1:L:359:HIS:N 2.46 0.48
1:L:601:ALA:O 1:L:602:LEU:HB2 2.13 0.48
1:N:245:ARG:CZ 1:N:367:PRO:HA 2.44 0.48
1:0:423:SER:HB2 | 1:0:730:ARG:HH21 1.78 0.48
1:R:282: TYR:CE2 1:R:374:PRO:HB2 2.49 0.48
1:S:282: TYR:CE2 1:S:374:PRO:HB2 2.49 0.48
1:B:423:SER:HB2 1:B:730:ARG:HH21 1.77 0.48
1:H:282: TYR:CE2 1:H:374:PRO:HB2 2.48 0.48
1:H:422:HIS:NE2 1:H:612: VAL:HG22 2.28 0.48
1:H:654:VAL:HG11 1:0:322:LYS:NZ 2.29 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
1:M:250:PRO:HG2 1:M:252: TYR:CE2 2.49 0.48
1:R:289:HIS:ND1 1:R:365:PRO:HB3 2.29 0.48
1:J:368:ALA:HB2 1:R:397:GLU:HG3 1.95 0.48
1:S:313:ASN:HB3 1:S:682:GLU:HB3 1.95 0.48
1:S:423:SER:HB2 1:S:730:ARG:HH21 1.78 0.48
1:C:282:TYR:CE2 1:C:374:PRO:HB2 2.49 0.48
1:D:262:SER:OG 1:D:272:HIS:HA 2.14 0.48
1:F:608:GLN:NE2 1:1:626:ASP:OD1 2.47 0.48
1:H:313:ASN:HB3 1:H:682:GLU:HB3 1.95 0.48
1:H:423:SER:HB2 1:H:730:ARG:HH?21 1.77 0.48
1:1:254:ASN:ND2 1:1:254:ASN:O 2.47 0.48
1:F:696:ASN:HD21 1:1:392:SER:HA 1.79 0.48
1:1:621:LYS:HB2 1:1:643:PRO:HG3 1.96 0.48
1:M:654: VAL:HG11 1:1:322:LYS:NZ 2.29 0.48
1:0:313:ASN:HB3 1:0:682:GLU:HB3 1.95 0.48
1:0:302:ASN:HD21 1:0:701:TYR:H 1.59 0.48
1:T:250:PRO:HG2 1:T:252: TYR:CE2 2.49 0.48
1:A:601:ALA:O 1:A:602:LEU:HB2 2.13 0.48
1:G:310:LYS:HB2 1:G:684:GLU:O 2.14 0.48
1:K:496:ASN:ND2 1:R:461:LEU:HD21 2.29 0.48
1:M:289:HIS:ND1 1:M:365:PRO:HB3 2.29 0.48
1:N:310:LYS:HB2 1:N:684:GLU:O 2.14 0.48
1:N:608:GLN:NE2 1:Q:626:ASP:0OD1 2.47 0.48
1:0:310:LYS:HB2 1:0:684:GLU:O 2.14 0.48
1:0:621:LYS:HB2 1:0:643:PRO:HG3 1.96 0.48
1:R:519:ASN:CB 1:R:520:PRO:CD 2.89 0.48
1:A:621:LYS:HB2 1:A:643:PRO:HG3 1.96 0.47
1:B:498:ASN:HD21 1:G:457:GLN:NE2 2.12 0.47
1:B:310:LYS:HB2 1:B:684:GLU:O 2.14 0.47
1:K:625:THR:HB 1:R:608:GLN:HE21 1.78 0.47
1:L:282:TYR:CE2 1:L:374:PRO:HB2 2.49 0.47
1:M:357:SER:O 1:M:359:HIS:N 2.47 0.47
1:P:282: TYR:CZ 1:P:374:PRO:HB2 2.49 0.47
1:S:285:PHE:HB3 1:S:363:LEU:HD13 1.96 0.47
1:S:451:ASN:ND2 1:S:460:ASP:0OD2 2.38 0.47
1:A:282:TYR:CZ 1:A:374:PRO:HB2 2.49 0.47
1:B:254:ASN:ND2 1:B:254:ASN:O 2.47 0.47
1:C:245:ARG:CZ 1:C:367:PRO:HA 2.44 0.47
1:F:245:ARG:CZ 1:F:367:PRO:HA 2.45 0.47
1:F:310:LYS:HB2 1:F:684:GLU:O 2.14 0.47
1:F:520:PRO:HG2 1:F:541:MET:SD 2.54 0.47
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1:F:601:ALA:O 1:F:602:LEU.HB2 2.14 0.47
1:G:282:TYR:CE2 1:G:374:PRO:HB2 2.49 0.47
1:G:621:LYS:HB2 1:G:643:PRO:HG3 1.96 0.47
1:H:250:PRO:HG2 1:H:252: TYR:CE2 2.50 0.47
1:1:289:HIS:ND1 1:1:365:PRO:HB3 2.29 0.47
1:J:313:ASN:HB3 1:J:682:GLU:HB3 1.95 0.47
1:J:338: THR:CG2 1:L:406: THR:OG1 2.62 0.47
1:N:579: THR:HB 1:N:593: THR:OG1 2.14 0.47
1:N:621:LYS:HB2 1:N:643:PRO:HG3 1.96 0.47
1:0:272:HIS:CE1 1:0:385:SER:HG 2.30 0.47
1:0:579:THR:HB 1:0:593: THR:OG1 2.14 0.47
1:P:310:LYS:HB2 1:P:684:GLU:O 2.13 0.47
1:Q:254:ASN:ND2 1:QQ:254:ASN:O 2.47 0.47
1:Q:262:SER:OG 1:Q:272:HIS:HA 2.15 0.47
1:Q:450:GLN:NE2 1:Q:457:GLN:HG?2 2.29 0.47
1:Q:519:ASN:CB 1:Q:520:PRO:CD 2.89 0.47
1:T:520:PRO:HG2 1:T:541:MET:SD 2.54 0.47
1:T:621:LYS:HB2 1:T:643:PRO:HG3 1.94 0.47
1:D:282: TYR:CE2 1:D:374:PRO:HB2 2.49 0.47
1:D:422:HIS:NE2 1:D:612:VAL:HG22 2.29 0.47
1:E:250:PRO:HG2 1:E:252: TYR:CE2 2.49 0.47
1:E:289:HIS:ND1 1:E:365:PRO:HB3 2.29 0.47
1:G:450:GLN:NE2 1:G:457:GLN:HG2 2.29 0.47
1:1:451:ASN:ND2 1:1:460:ASP:0OD2 2.39 0.47
1:1:519:ASN:CB 1:1:520:PRO:CD 2.89 0.47
1:J:250:PRO:HG2 1:J:252:TYR:CE2 2.49 0.47
1:K:254:ASN:O 1:K:254:ASN:ND2 2.47 0.47
1:M:254:ASN:O 1:M:254:ASN:ND2 2.48 0.47
1:M:654:VAL:HG11 1:T:322:LYS:HZ1 1.78 0.47
1:N:429:GLN:OE1 1:Q:352:PRO:HB3 2.14 0.47
1:P:262:SER:OG 1:P:272:HIS:HA 2.14 0.47
1:P:245:ARG:CZ 1:P:367:PRO:HA 2.44 0.47
1:R:250:PRO:HG2 1:R:252: TYR:CE2 2.49 0.47
1:R:354:VAL:H 1:R:646:GLN:HE22 1.63 0.47
1:R:357:SER.:O 1:R:359:HIS:N 2.46 0.47
1:T:310:LYS:HB2 1:T:684:GLU:O 2.14 0.47
1:C:269:ASN:HA 1:C:272:HIS:HD2 1.80 0.47
1:C:621:LYS:HB2 1:C:643:PRO:HG3 1.96 0.47
1:D:285:PHE:HB3 1:D:363:LEU:HD13 1.97 0.47
1:D:579: THR:HB 1:D:593: THR:OG1 2.15 0.47
1:E:282: TYR:CZ 1:E:374:PRO:HB2 2.49 0.47
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1:1:282:TYR:CZ 1:1:374:PRO:HB2 2.50 0.47
1:J:579: THR:HB 1:J:593: THR:OG1 2.15 0.47
1:1:450:GLN:NE2 1:L:457:GLN:HG2 2.30 0.47
1:M:285:PHE:HB3 | 1:M:363:LEU:HD13 1.96 0.47
1:N:302:ASN:HD21 1:N:701:TYR:H 1.60 0.47
1:0:245:ARG:CZ 1:0:367:PRO:HA 2.45 0.47
1:F:392:SER:OG 1:P:694:ARG:NH1 2.48 0.47
1:R:285:PHE:HB3 1:R:363:LEU:HD13 1.97 0.47
1:D:310:LYS:HB2 1:D:684:GLU:O 2.15 0.47
1:D:450:GLN:NE2 1:D:457:GLN:HG2 2.30 0.47
1:E:282: TYR:CE2 1:E:374:PRO:HB2 2.49 0.47
1:G:297:TRP:NE1 1:G:301:ILE:HD11 2.30 0.47
1:J:450:GLN:NE2 1:J:457:GLN:HG2 2.29 0.47
1:K:285:PHE:HB3 1:K:363:LEU:HD13 1.96 0.47
1:L:621:LYS:HB2 1:1L:643:PRO:HG3 1.95 0.47
1:N:601:ALA:O 1:N:602:LEU:HB2 2.13 0.47
1:H:608: GLN:HE21 1:N:625:THR:HB 1.79 0.47
1:0:254:ASN:ND2 1:0:254:ASN:O 2.48 0.47
1:0:285:PHE:HB3 1:0:363:LEU:HD13 1.96 0.47
1:0:450:GLN:NE2 1:0:457:GLN:HG2 2.29 0.47
1:P:285:PHE:HB3 1:P:363:LEU:HD13 1.97 0.47
1:Q:601:ALA:O 1:Q:602:LEU:HB2 2.14 0.47
1:S:422:HIS:NE2 1:5:612: VAL:HG22 2.29 0.47
1:T:245:ARG:CZ 1:T:367:PRO:HA 2.44 0.47
1:A:254:ASN:O 1:A:254:ASN:ND2 2.48 0.47
1:B:450:GLN:NE2 1:B:457:GLN:HG2 2.30 0.47
1:C:450:GLN:NE2 1:C:457:GLN:HG2 2.29 0.47
1:D:282:TYR:CZ 1:D:374:PRO:HB2 2.50 0.47
1:F:285:PHE:HB3 1:F:363:LEU:HD13 1.97 0.47
1:F:282:TYR:CZ 1:F:374:PRO:HB2 2.50 0.47
1:F:422:HIS:NE2 1:F:612:VAL:HG22 2.29 0.47
1:1:310:LYS:HB2 1:1:684:GLU:O 2.15 0.47
1:K:245:ARG:CZ 1:K:367:PRO:HA 2.45 0.47
1:K:621:LYS:HB2 1:K:643:PRO:HG3 1.97 0.47
1:L:282:TYR:CZ 1:L:374:PRO:HB2 2.50 0.47
1:N:282:TYR:CZ 1:N:374:PRO:HB2 2.50 0.47
1:0:250:PRO:HG2 1:0:252:TYR:CE2 2.49 0.47
1:Q:310:LYS:HB2 1:Q:684:GLU:O 2.14 0.47
1:S:254:ASN:ND2 1:S:254:ASN:O 2.48 0.47
1:T:357:SER:O 1:T:359:HIS:N 2.47 0.47
1:B:262:SER:OG 1:B:272:HIS:HA 2.15 0.47
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1:C:705: TYR:O 1:E:388:VAL:HG12 2.14 0.47
1:D:250:PRO:HG2 1:D:252: TYR:CE2 2.49 0.47
1:D:254:ASN:ND2 1:D:254:ASN:O 2.48 0.47
1:G:298:GLN:HE22 1:N:698:GLU:N 2.03 0.47
1:H:606:VAL:HG11 1:N:623:PRO:HB2 1.97 0.47
1:1:285:PHE:HB3 1:1:363:LEU:HD13 1.96 0.47
1:K:313:ASN:HB3 1:K:682:GLU:HB3 1.95 0.47
1:L:579:THR:HB 1:L:593: THR:OG1 2.15 0.47
1:0:269:ASN:HA 1:0:272:HIS:HD2 1.80 0.47
1:P:450:GLN:NE2 1:P:457:GLN:HG2 2.30 0.47
1:Q:579:THR:HB 1:Q:593: THR:OG1 2.15 0.47
1:R:450:GLN:NE2 1:R:457:GLN:HG2 2.30 0.47
1:R:297:TRP:CG 1:R:614:LEU:HG 2.50 0.47
1:S:262:SER:OG 1:S:272:HIS:HA 2.14 0.47
1:5:450:GLN:NE2 1:S:457:GLN:HG2 2.30 0.47
1:F:289:HIS:ND1 1:F:365:PRO:HB3 2.29 0.47
1:G:285:PHE:HB3 1:G:363:LEU:HD13 1.97 0.47
1:H:579: THR:HB 1:H:593: THR:OG1 2.15 0.47
1:1:262:SER:OG 1:1:272:HIS:HA 2.15 0.47
1:L:245:ARG:CZ 1:L:367:PRO:HA 2.45 0.47
1:M:282: TYR:CE2 1:M:374:PRO:HB2 2.49 0.47
1:M:450:GLN:NE2 | 1:M:457:GLN:HG2 2.30 0.47
1:N:262:SER:OG 1:N:272:HIS:HA 2.15 0.47
1:0:282:TYR:CZ 1:0:374:PRO:HB2 2.50 0.47
1:P:250:PRO:HG2 1:P:252: TYR:CE2 2.50 0.47
1:P:422:HIS:NE2 1:P:612:VAL:HG22 2.28 0.47
1:R:254:ASN:ND2 1:R:254:ASN:O 2.48 0.47
1:T:262:SER:OG 1:T:272:HIS:HA 2.15 0.47
1:A:245:ARG:CZ 1:A:367:PRO:HA 2.44 0.47
1:A:297:TRP:CG 1:A:614:.LEU:HG 2.50 0.47
1:B:245:ARG:CZ 1:B:367:PRO:HA 2.44 0.47
1:C:254:ASN:O 1:C:254:ASN:ND2 2.47 0.47
1:D:245:ARG:CZ 1:D:367:PRO:HA 2.45 0.47
1:D:451:ASN:ND2 1:D:460:ASP:0OD2 2.38 0.47
1:E:450:GLN:NE2 1:E:457:GLN:HG2 2.29 0.47
1:E:601:ALA:O 1:E:602:LEU:HB2 2.13 0.47
1:1:608: GLN:HE21 1:P:625: THR:HB 1.80 0.47
1:K:579:THR:HB 1:K:593: THR:OG1 2.15 0.47
1:L:297:TRP:CG 1:L:614:LEU:HG 2.50 0.47
1:M:621:LYS:HB2 1:M:643:PRO:HG3 1.96 0.47
1:P:254:ASN:ND2 1:P:254:ASN:O 2.47 0.47
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1:K:352:PRO:HB3 1:R:429:GLN:OE1 2.15 0.47
1:K:519:ASN:CB 1:R:475:PRO:HA 2.44 0.47
1:S:250:PRO:HG2 1:S:252: TYR:CE2 2.50 0.47
1:S:282:TYR:CZ 1:S:374:PRO:HB2 2.50 0.47
1:S:579: THR:HB 1:S5:593: THR:OG1 2.15 0.47
1:S:601:ALA:O 1:5:602:LEU:HB2 2.14 0.47
1:T:254: ASN:ND2 1:T:254:ASN:O 2.48 0.47
1:T:450:GLN:NE2 1:1T:457:GLN:HG2 2.30 0.47
1:A:310:LYS:HB2 1:A:684:GLU:O 2.14 0.47
1:C:250:PRO:HG2 1:C:252:TYR:CE2 2.50 0.47
1:C:313:ASN:HB3 1:C:682:GLU:HB3 1.96 0.47
1:E:245:ARG:CZ 1:E:367:PRO:HA 2.45 0.47
1:F:269:ASN:HA 1:F:272:HIS:HD?2 1.80 0.47
1:H:285:PHE:HB3 1:H:363:LEU:HD13 1.96 0.47
1:1:282:TYR:CE2 1:1:374:PRO:HB2 2.49 0.47
1:1:297:TRP:O 1:1:301:ILE:HG13 2.15 0.47
1:K:262:SER:OG 1:K:272:HIS:HA 2.15 0.47
1:M:245:ARG:CZ 1:M:367:PRO:HA 2.45 0.47
1:M:400:PRO:HA 1:T:228: TRP:O 2.15 0.47
1:M:310:LYS:HB2 1:M:684:GLU:O 2.14 0.47
1:Q:245:ARG:CZ 1:Q:367:PRO:HA 2.45 0.47
1:R:331:THR:O 1:R:331: THR:HG23 2.14 0.47
1:A:250:PRO:HG2 1:A:252: TYR:CE2 2.49 0.47
1:C:262:SER:OG 1:C:272:HIS:HA 2.14 0.47
1:C:520:PRO:HG2 1:C:541:MET:SD 2.54 0.47
1:G:245:ARG:CZ 1:G:367:PRO:HA 2.45 0.47
1:G:282:TYR:CZ 1:G:374:PRO:HB2 2.50 0.47
1:H:269:ASN:HA 1:H:272:HIS:HD?2 1.80 0.47
1:N:250:PRO:HG2 1:N:252: TYR:CE2 2.50 0.47
1:N:285:PHE:HB3 1:N:363:LEU:HD13 1.97 0.47
1:0:262:SER:OG 1:0:272:HIS:HA 2.15 0.47
1:QQ:311:ARG:HH21 1:Q:684:GLU:CD 2.19 0.47
1:R:272:HIS:CE1 1:R:385:SER:HG 2.29 0.47
1:R:310:LYS:HB2 1:R:684:GLU:O 2.15 0.47
1:S:245:ARG:CZ 1:S:367:PRO:HA 2.44 0.47
1:T:285:PHE:HB3 1:T:363:LEU:HD13 1.96 0.47
1:T:297:TRP:NE1 1:T:301:1LE:HD11 2.30 0.47
1:A:272:HIS:CE1 1:A:385:SER:HG 2.32 0.46
1:B:297:TRP:CG 1:B:614:.LEU:HG 2.50 0.46
1:B:623:PRO:HB2 1:G:606:VAL:HG11 1.97 0.46
1:C:297: TRP:O 1:C:301:ILE:HG13 2.15 0.46
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1:E:285:PHE:HB3 1:E:363:LEU:HD13 1.96 0.46
1:G:297:TRP:CG 1:G:614:LEU:HG 2.50 0.46
1:1:245:ARG:CZ 1:1:367:PRO:HA 2.45 0.46
1:K:250:PRO:HG2 1:K:252:TYR:CE2 2.50 0.46
1:M:282:TYR:CZ 1:M:374:PRO:HB2 2.50 0.46
1:N:450:GLN:NE2 1:N:457:GLN:HG2 2.29 0.46
1:N:694:ARG:NH1 1:Q:392:SER:OG 2.48 0.46
1:0:354:VAL:H 1:0:646:GLN:HE22 1.63 0.46
1:Q:282:TYR:CE2 1:Q:374:PRO:HB2 2.49 0.46
1:Q:297:TRP:NE1 1:Q:301:ILE:HD11 2.31 0.46
1:Q:621:LYS:HB2 1:Q:643:PRO:HG3 1.97 0.46
1:R:262:SER:OG 1:R:272:HIS:HA 2.14 0.46
1:A:450: GLN:NE2 1:A:457:GLN:HG2 2.29 0.46
1:B:282:TYR:CZ 1:B:374:PRO:HB2 2.50 0.46
1:.C:297. TRP:CG 1:C:614:LEU:HG 2.51 0.46
1:C:451:ASN:ND2 1:C:460:ASP:0OD2 2.38 0.46
1:D:297:TRP:CG 1:D:614:LEU:HG 2.50 0.46
1:E:254:ASN:ND2 1:E:254:ASN:O 2.48 0.46
1:E:262:SER:OG 1:E:272:HIS:HA 2.15 0.46
1:E:297. TRP:CG 1:E:614:LEU:HG 2.50 0.46
1:F:297. TRP:CG 1:}F:614:LEU:HG 2.50 0.46
1:F:579: THR:HB 1:F:593: THR:OG1 2.15 0.46
1:H:310:LYS:HB2 1:H:684:GLU:O 2.14 0.46
1:H:500:ASN:HB2 1:Q:450: GLN:HB2 1.98 0.46
1:H:630:HIS:N 1:H:631:PRO:HD3 2.30 0.46
1:1:311:ARG:HH21 1:1:684:GLU:CD 2.19 0.46
1:J:405:ARG:HG3 1:L:224:ALA:HA 1.96 0.46
1:J:621:LYS:HB2 1:J:643:PRO:HG3 1.96 0.46
1:K:450:GLN:NE2 1:K:457:GLN:HG2 2.30 0.46
1:K:311:ARG:HH21 1:K:684:GLU:CD 2.19 0.46
1:H:457:GLN:NE2 1:N:498:ASN:HD21 2.12 0.46
1:0:297:TRP:CG 1:0:614:.LEU:HG 2.50 0.46
1:P:297:TRP:CG 1:P:614:LEU:HG 2.51 0.46
1:P:630:HIS:N 1:P:631:PRO:HD3 2.31 0.46
1:5:621:LYS:HB2 1:S5:643:PRO:HG3 1.96 0.46
1:A:297:TRP:NE1 1:A:301:ILE:HD11 2.31 0.46
1:A:579: THR:HB 1:A:593: THR:OG1 2.15 0.46
1:B:285:PHE:HB3 1:B:363:LEU:HD13 1.97 0.46
1:B:272:HIS:CE1 1:B:385:SER:HG 2.32 0.46
1:D:392:SER:HA 1:E:696:ASN:HD21 1.80 0.46
1:G:262:SER:OG 1:G:272:HIS:HA 2.15 0.46
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1:H:262:SER:OG 1:H:272:HIS:HA 2.15 0.46
1:H:297:-TRP:NE1 1:H:301:ILE:HD11 2.30 0.46
1:1:450:GLN:NE2 1:1:457:GLN:HG2 2.30 0.46
1:I.667:PHE:HE1 1:1:669:SER.:O 1.99 0.46

1:J:254:ASN:O 1:J:254:ASN:ND2 2.48 0.46
1:J:282:TYR:CZ 1:J:374:PRO:HB2 2.49 0.46
1:J:297. TRP:CG 1:J:614:LEU:HG 2.51 0.46
1:M:579: THR:HB 1:M:593: THR:OG1 2.15 0.46
1:M:297:-TRP:CG 1:M:614:LEU:HG 2.51 0.46
1:0:297:TRP:O 1:0:301:ILE:HG13 2.15 0.46
1:0:450:GLN:HB2 1:T:500:ASN:HB2 1.96 0.46
1:Q:282:TYR:CZ 1:Q:374:PRO:HB2 2.50 0.46
1:R:579: THR:HB 1:R:593: THR:0G1 2.15 0.46
1:R:313:ASN:HB3 1:R:682:GLU:HB3 1.96 0.46
1:S:272:HIS:CE1 1:S:385:SER:HG 2.30 0.46
1:E:579: THR:HB 1:E:593: THR:OG1 2.14 0.46
1:F:250:PRO:HG2 1:F:252: TYR:CE2 2.49 0.46
1:F:623:PRO:HB2 1:P:606:VAL:HG11 1.98 0.46
1:H:282:TYR:CZ 1:H:374:PRO:HB2 2.49 0.46
1:N:297:TRP:O 1:N:301:ILE:HG13 2.16 0.46
1:R:282:TYR:CZ 1:R:374:PRO:HB2 2.50 0.46
1:A:285:PHE:HB3 | 1:A:363:LEU:HD13 1.97 0.46
1:B:621:LYS:HB2 1:B:643:PRO:HG3 1.97 0.46
1:D:297:TRP:O 1:D:301:ILE:HG13 2.16 0.46
1:F:457:GLN:NE2 1:1:498:ASN:HD21 2.13 0.46

1:G:630:HIS:N 1:G:631:PRO:HD3 2.31 0.46
1:B:392:SER:OG 1:G:694:ARG:NH1 2.47 0.46
1:B:392:SER:HA 1:G:696:ASN:HD21 1.80 0.46
1:H:400:PRO:HA 1:0:228:TRP:O 2.15 0.46
1:H:450: GLN:NE2 1:H:457:GLN:HG2 2.30 0.46
1:J:297:TRP:NE1 1:J:301:ILE:HD11 2.31 0.46
1:K:297:TRP:O 1:K:301:ILE:HG13 2.16 0.46
1:M:297:TRP:O 1:M:301:ILE:HG13 2.16 0.46
1:N:667:PHE:HE1 1:N:669:SER:O 1.99 0.46
1:S:667:PHE:HE1 1:5:669:SER:O 1.99 0.46
1:B:297:TRP:NE1 1:B:301:ILE:HD11 2.31 0.46
1:B:579:THR:HB 1:B:593: THR:OG1 2.15 0.46
1:E:310:LYS:HB2 1:E:684:GLU:O 2.15 0.46
1:G:579:THR:HB 1:G:593: THR:OG1 2.15 0.46
1:1:297. TRP:CG 1:I:614:LEU:HG 2.51 0.46

1:J:354:VAL:H 1:J:646:GLN:HE22 1.63 0.46
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1:L:630:HIS:N 1:L:631:PRO:HD3 2.31 0.46
1:H:694:ARG:NH1 1:N:392:SER:OG 2.49 0.46
1:F:379:LEU:CD1 1:P:433:ARG:HG3 2.43 0.46
1:T:579: THR:HB 1:T:593: THR:OG1 2.15 0.46
1:A:311:ARG:HH21 1:A:684:GLU:CD 2.19 0.46
1:E:297:TRP:NE1 1:E:301:ILE:HD11 2.31 0.46
1:F:311:ARG:HH21 1:F:684:GLU:CD 2.19 0.46
1:F:450: GLN:NE2 1:F:457:GLN:HG2 2.30 0.46
1:F:634:LEU:HD11 1:P:603:PRO:O 2.16 0.46
1:G:667:PHE:HE1 1:G:669:SER:O 1.98 0.46
1:1:579: THR:HB 1:1:593: THR:OG1 2.16 0.46
1:J:285:PHE:HB3 1:J:363:LEU:HD13 1.97 0.46
1:L:285:PHE:HB3 1:L:363:LEU:HD13 1.97 0.46
1:A:400:PRO:HA 1:M:228: TRP:O 2.16 0.46
1:N:696:ASN:HD21 1:QQ:392:SER:HA 1.80 0.46
1:H:519:ASN:CB 1:Q:475:PRO:HA 2.45 0.46
1:1:654:VAL:HG11 1:R:322:LYS:NZ 2.30 0.46
1:S:366:PHE:HE2 1:S:368:ALA:HB3 1.81 0.46
1:C:282:TYR:CZ 1:C:374:PRO:HB2 2.50 0.46
1:E:630:HIS:N 1:E:631:PRO:HD3 2.31 0.46
1:F:254:ASN:O 1:F:254:ASN:ND2 2.48 0.46
1:F:262:SER:OG 1:F:272:HIS:HA 2.15 0.46
1:F:584:LEU:HD13 1:1:488:ARG:CZ 2.44 0.46
1:H:667:PHE:HE1 1:H:669:SER.:O 1.99 0.46
1:1:354:VAL:H 1:1:646:GLN:HE22 1.62 0.46
1:J:366:PHE:HE?2 1:J:368:ALA:HB3 1.81 0.46
1:J:699:VAL:O 1:J:731:TYR:HB3 2.16 0.46
1:K:310:LYS:HB2 1:K:684:GLU:O 2.15 0.46
1:1L:254:ASN:O 1:1L:254:ASN:ND2 2.48 0.46
1:L:262:SER.:OG 1:1L:272:HIS:HA 2.15 0.46
1:M:667:PHE:HE1 1:M:669:SER:O 1.99 0.46
1:R:297:TRP:NE1 1:R:301:ILE:HD11 2.31 0.46
1:R:630:HIS:N 1:R:631:PRO:HD3 2.31 0.46
1:S:310:LYS:HB2 1:5:684:GLU:O 2.15 0.46
1:T:282:TYR:CZ 1.1T:374:PRO:HB2 2.50 0.46
1:A:564:GLU:C 1:A:566:1LE:H 2.20 0.46
1:B:667:PHE:HE1 1:B:669:SER:O 1.99 0.46
1:C:285:PHE:HB3 1:C:363:LEU:HD13 1.96 0.46
1:C:564:GLU:C 1:C:566:ILE:H 2.20 0.46
1:C:579:THR:HB 1:C:593: THR:0G1 2.15 0.46
1:D:297:TRP:NE1 1:D:301:ILE:HD11 2.31 0.46
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1:F:297. TRP:NE1 1:F:301:ILE:HD11 2.31 0.46
1:J:262:SER:OG 1:J:272:HIS:HA 2.15 0.46
1:J:245:ARG:CZ 1:J:367:PRO:HA 2.46 0.46
1:J:630:HIS:N 1:J:631:PRO:HD3 2.31 0.46
1:L:667:PHE:HE1 1:L:669:SER:O 1.99 0.46
1:M:297: TRP:NE1 1:M:301:ILE:HD11 2.31 0.46
1:Q:630:HIS:N 1:Q:631:PRO:HD3 2.31 0.46
1:R:621:LYS:HB2 1:R:643:PRO:HG3 1.96 0.46
1:S:590:ASP:CB 1:S:591:PRO:HA 2.46 0.46
1:A:297:TRP:O 1:A:301:ILE:HG13 2.16 0.46
1:D:630:HIS:N 1:D:631:PRO:HD3 2.31 0.46
1:F:447:ASN:O 1:1:502: THR:HG21 2.16 0.46
1:G:250:PRO:HG2 1:G:252:TYR:CE2 2.50 0.46
1:K:297: TRP:CG 1:K:614:LEU:HG 2.51 0.46
1:M:566:ILE:HG22 1:M:570:ASN:HB2 1.98 0.46
1:M:699:VAL:O 1:M:731:TYR:HB3 2.16 0.46
1:P:297:TRP:O 1:P:301:ILE:HG13 2.16 0.46
1:P:366:PHE:HE2 1:P:368:ALA:HB3 1.80 0.46
1:Q:285:PHE:HB3 | 1:Q:363:LEU:HD13 1.97 0.46
1:Q:297: TRP:.CG 1:Q:614:LEU:HG 2.50 0.46
1:A:262:SER:OG 1:A:272:HIS:HA 2.15 0.45
1:A:654:VAL:HG11 1:M:322:LYS:NZ 2.31 0.45
1:G:366:PHE:HE2 1:G:368:ALA:HB3 1.81 0.45
1:H:245:ARG:CZ 1:H:367:PRO:HA 2.45 0.45
1:K:519:ASN:CB 1:K:520:PRO:CD 2.90 0.45
1:0:311:ARG:HH21 1:0:684:GLU:CD 2.19 0.45
1:Q:667:PHE:HE1 1:Q:669:SER:O 1.99 0.45
1:H:399:PHE:CE2 1:Q:693:LYS:HD3 2.51 0.45
1:D:352:PRO:HB3 1:E:429:GLN:OE1 2.17 0.45
1:D:597:HIS:CE1 1:E:582:VAL:HG13 2.51 0.45
1:G:564:GLU:C 1:G:566:1LE:H 2.20 0.45
1:H:254:ASN:ND2 1:H:254:ASN:O 2.49 0.45
1:H:498:ASN:HD21 | 1:Q:457:GLN:NE2 2.14 0.45
1:H:625: THR:HB 1:Q:608:GLN:HE21 1.80 0.45
1:I:297:TRP:NE1 1:I:301:ILE:HD11 2.31 0.45
1:1:630:HIS:N 1:1:631:PRO:HD3 2.31 0.45
1:K:297:TRP:NE1 1:K:301:ILE:HD11 2.31 0.45
1:K:366:PHE:HE2 1:K:368:ALA:HB3 1.81 0.45
1:L:297:TRP:NE1 1:L:301:ILE:HD11 2.31 0.45
1:L:527:HIS:HB2 1:L:531:LYS:O 2.16 0.45
1:M:262:SER:OG 1:M:272:HIS:HA 2.15 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:0:297:TRP:NE1 1:0:301:ILE:HD11 2.31 0.45
1:P:615:GLN:HE21 1:P:615:GLN:HB2 1.59 0.45
1:S:566:ILE:HG22 1:S:570:ASN:HB2 1.99 0.45
1:T:354:VAL:H 1:T:646:GLN:HE22 1.62 0.45
1:T:366:PHE:HE?2 1:T:368:ALA:HB3 1.81 0.45
1:B:630:HIS:N 1:B:631:PRO:HD3 2.31 0.45
1:C:667:PHE:HE1 1:C:669:SER:O 1.99 0.45
1:D:564:GLU:C 1:D:566:1LE:H 2.20 0.45
1:D:500:ASN:HB2 1:E:450:GLN:HB2 1.99 0.45
1:F:429:GLN:OE1 1:1:352:PRO:HB3 2.15 0.45
1:F:488:ARG:CZ 1:P:584:LEU:HD13 2.46 0.45
1:G:354:VAL:H 1:G:646:GLN:HE22 1.63 0.45
1:G:527:HIS:HB2 1:G:531:LYS:O 2.16 0.45
1:J:297: TRP:O 1:J:301:ILE:HG13 2.16 0.45
1:L:311:ARG:HH21 1:L:684:GLU:CD 2.20 0.45
1:N:447:ASN:O 1:Q:502: THR:HG21 2.16 0.45
1:N:566:1LE:HG22 1:N:570:ASN:HB?2 1.98 0.45
1:N:482:PRO:HB3 1:N:600:GLY:HA2 1.98 0.45
1:N:630:HIS:N 1:N:631:PRO:HD3 2.31 0.45
1:0:667:PHE:HE1 1:0:669:SER:O 1.99 0.45
1:P:451:ASN:ND2 1:P:460:ASP:OD2 2.38 0.45
1:P:482:PRO:HB3 1:P:600:GLY:HA2 1.99 0.45
1:Q:297:TRP:O 1:Q:301:ILE:HG13 2.17 0.45
1:R:311:ARG:HH21 1:R:684:GLU:CD 2.19 0.45
1:S5:297:TRP:CG 1:S:614:LEU.HG 2.51 0.45
1:T:297.TRP:CG 1:T:614:LEU:HG 2.51 0.45
1:T:630:HIS:N 1:1T:631:PRO:HD3 2.30 0.45
1:A:667:PHE:HE1 1:A:669:SER:O 1.99 0.45
1:B:297:TRP:O 1:B:301:ILE:HG13 2.16 0.45
1:D:366:PHE:HE2 1:D:368:ALA:HB3 1.81 0.45
1:D:527:HIS:HB2 1:D:531:LYS:O 2.17 0.45
1:F:366:PHE:HE2 1:F:368:ALA:HB3 1.82 0.45
1:G:451:ASN:CB 1:G:460:ASP:HB3 2.47 0.45
1:H:451:ASN:ND2 1:H:460:ASP:0OD2 2.38 0.45
1:H:597:HIS:CE1 1:Q:582:VAL:HG13 2.52 0.45
1:K:630:HIS:N 1:K:631:PRO:HD3 2.31 0.45
1:L:316:LEU:HB3 1:L:410:PHE:HB3 1.99 0.45
1:1:451:ASN:CB 1:1:460:ASP:HB3 2.47 0.45
1:M:269:ASN:HA 1:M:272:HIS:HD?2 1.81 0.45
1:P:297:TRP:NE1 1:P:301:ILE:HD11 2.32 0.45
1:A:630:HIS:N 1:A:631:PRO:HD3 2.32 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:B:311:ARG:HH21 1:B:684:GLU:CD 2.19 0.45
1:B:366:PHE:HE2 1:B:368:ALA:HB3 1.81 0.45
1:C:311:ARG:HH21 1:C:684:GLU:CD 2.20 0.45
1:E:297:TRP:O 1:E:301:ILE:HG13 2.16 0.45
1:F:667:PHE:HE1 1:F:669:SER:O 1.99 0.45
1:G:316:LEU:HB3 1:G:410:PHE:HB3 1.99 0.45
1:1:699: VAL:O 1:I:731:TYR:HB3 2.17 0.45
1:L:297. TRP:O 1:1L:301:.1LE:HG13 2.16 0.45
1:L:366:PHE:HE2 1:1L:368:ALA:HB3 1.81 0.45
1:M:630:HIS:N 1:M:631:PRO:HD3 2.31 0.45
1:N:311:ARG:HH?21 1:N:684:GLU:CD 2.19 0.45
1:Q:451:ASN:CB 1:QQ:460:ASP:HB3 2.47 0.45
1:R:699:VAL:O 1:R:731:TYR:HB3 2.17 0.45
1:S:527:HIS:HB2 1:5:531:LYS:O 2.17 0.45
1:1T:297. TRP:O 1.1T:301:1LE:HG13 2.17 0.45
1:T:527:HIS:HB2 1:T:531:LYS:O 2.17 0.45
1:T:667:PHE:HE1 1:T:669:SER.:O 1.99 0.45
1:B:566:1LE:HG22 1:B:570:ASN:HB2 1.99 0.45
1:D:667:PHE:HE1 1:D:669:SER:O 2.00 0.45
1:E:311:ARG:HH21 1:E:684:GLU:CD 2.20 0.45
1:F:272:HIS:CE1 1:F:385:SER:HG 2.31 0.45
1:H:582:VAL:HG12 1:H:582:VAL:O 2.17 0.45
1:K:667:PHE:HE1 1:K:669:SER:O 1.99 0.45
1:N:297:TRP:NE1 1:N:301:ILE:HD11 2.31 0.45
1:P:527:HIS:HB2 1:P:531:LYS:O 2.16 0.45
1:R:667:PHE:HE1 1:R:669:SER:O 2.00 0.45
1:A:482:PRO:HB3 1:A:600:GLY:HA2 1.99 0.45
1:E:699:VAL:O 1:E:731: TYR:HB3 2.17 0.45
1:F:297:TRP:O 1:F:301:ILE:HG13 2.16 0.45
1:F:584:LEU:HD13 1:1:488:ARG:NH?2 2.32 0.45
1:H:297: TRP:CG 1:H:614:LEU:HG 2.51 0.45
1:H:316:LEU:HB3 1:H:410:PHE:HB3 1.98 0.45
1:1:451:ASN:CB 1:1:460:ASP:HB3 2.47 0.45
1:1:693:LYS:HD3 1:P:399:PHE:CE2 2.52 0.45
1:J:667:PHE:HE1 1:J:669:SER.:O 1.99 0.45
1:M:354:VAL:H 1:M:646:GLN:HE22 1.62 0.45
1:H:450: GLN:HB2 1:N:500:ASN:HB2 1.99 0.45
1:0:630:HIS:N 1:0:631:PRO:HD3 2.31 0.45
1:P:579: THR:HB 1:P:593: THR:OG1 2.16 0.45
1:R:297: TRP:O 1:R:301:ILE:HG13 2.16 0.45
1:R:366:PHE:HE2 1:R:368:ALA:HB3 1.81 0.45

Continued on next page...



Page 71

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:S:297: TRP:O 1:S:301:ILE:HG13 2.17 0.45
1:S:451:ASN:CB 1:S:460:ASP:HB3 2.47 0.45
1:A:316:LEU:HB3 1:A:410:PHE:HB3 1.99 0.45
1:C:566:1LE:HG22 1:C:570:ASN:HB2 1.99 0.45
1:D:482:PRO:HB3 1:D:600:GLY:HA2 1.99 0.45
1:E:354:VAL:H 1:E:646:GLN:HE22 1.62 0.45
1:F:566:1LE:HG22 1:F:570: ASN:HB2 1.98 0.45
1:J:311:ARG:HH21 1:J:684:GLU:CD 2.20 0.45
1:K:269:ASN:HA 1:K:272:HIS:HD2 1.80 0.45
1:K:566:ILE:HG22 1:K:570:ASN:HB2 1.99 0.45
1:L:699:VAL:O 1:L:731:TYR:HB3 2.17 0.45
1:M:311:ARG:HH21 1:M:684:GLU:CD 2.20 0.45
1:M:316:LEU:HB3 1:M:410:PHE:HB3 1.99 0.45
1:0:527:HIS:HB2 1:0:531:LYS:O 2.17 0.45
1:Q:527:HIS:HB2 1:Q:531:LYS:O 2.17 0.45
1:Q:566:1LE:HG22 1:Q:570:ASN:HB2 1.99 0.45
1:S:630:HIS:N 1:5:631:PRO:HD3 2.31 0.45
1:T:564:GLU:C 1:T:566:1LE:H 2.20 0.45
1:A:366:PHE:HA 1:A:367:PRO:HD3 1.88 0.45
1:A:566:ILE:HG22 1:A:570:ASN:HB2 1.98 0.45
1:B:599:MET:HG3 1:B:600:GLY:N 2.32 0.45
1:C:316:LEU:HB3 1:C:410:PHE:HB3 1.99 0.45
1:E:667:PHE:HE1 1:E:669:SER:O 1.99 0.45
1:F:316:LEU:HB3 1:F:410:PHE:HB3 1.99 0.45
1:H:566:1ILE:HG22 1:H:570:ASN:HB2 1.98 0.45
1:H:564:GLU:C 1:H:566:ILE:H 2.20 0.45
1:1:527:HIS:HB2 1:1:531:LYS:O 2.17 0.45
1:J:564:GLU:C 1:J:566:ILE:H 2.20 0.45
1:J:401:SER:N 1:1:228: TRP:O 2.46 0.45
1:1:482:PRO:HB3 1:L:600:GLY:HA2 1.99 0.45
1:L:566:1LE:HG22 1:L:570:ASN:HB2 1.99 0.45
1:M:527:HIS:HB2 1:M:531:LYS:O 2.17 0.45
1:N:584:LEU:HD13 1:Q:488:ARG:CZ 2.47 0.45
1:P:311:ARG:HH21 1:P:684:GLU:CD 2.19 0.45
1:F:498:ASN:HD21 1:P:457:GLN:NE2 2.15 0.45
1:1:402:GLN:HG3 1:R:227:ASN:OD1 2.17 0.45
1:B:269:ASN:HA 1:B:272:HIS:HD2 1.80 0.45
1:C:630:HIS:N 1:C:631:PRO:HD3 2.31 0.45
1:D:392:SER:OG 1:E:694:ARG:NH1 2.50 0.45
1:1:582: VAL:HG13 1:P:597:HIS:CE1 2.52 0.45
1:N:297: TRP:CG 1:N:614:LEU:HG 2.51 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:P:316:LEU:HB3 1:P:410:PHE:HB3 1.99 0.45
1:T:269:ASN:HA 1:T:272:HIS:HD2 1.80 0.45
1:B:564:GLU:C 1:B:566:1LE:H 2.20 0.44
1:F:630:HIS:N 1:F:631:PRO:HD3 2.31 0.44
1:G:482:PRO:HB3 1:G:600:GLY:HA2 1.99 0.44
1:H:297: TRP:O 1:H:301:ILE:HG13 2.16 0.44
1:H:354:VAL:H 1:H:646:GLN:HE22 1.62 0.44
1:H:482:PRO:HB3 1:H:600:GLY:HA2 1.99 0.44
1:1:429:GLN:OE1 1:P:352:PRO:HB3 2.16 0.44
1:M:366:PHE:HE2 1:M:368:ALA:HB3 1.81 0.44
1:M:564:GLU:C 1:M:566:1ILE:H 2.20 0.44
1:M:482:PRO:HB3 1:M:600:GLY:HA2 1.99 0.44
1:0:482:PRO:HB3 1:0:600:GLY:HA2 2.00 0.44
1:R:566:1LE:HG22 1:R:570:ASN:HB2 1.99 0.44
1:R:355:LEU:HD13 | 1:R:646:GLN:HE21 1.82 0.44
1:S:564:GLU:C 1:S:566:ILE:H 2.19 0.44
1:S:482:PRO:HB3 1:S:600:GLY:HA?2 2.00 0.44
1:S:311:ARG:HH21 1:5:684:GLU:CD 2.20 0.44
1:T:482:PRO:HB3 1:T:600:GLY:HA2 1.99 0.44
1:A:451:ASN:CB 1:A:460:ASP:HB3 2.47 0.44
1:A:599:MET:HG3 1:A:600:GLY:N 2.33 0.44
1:B:354:VAL:H 1:B:646:GLN:HE22 1.62 0.44
1:B:274:PHE:CD2 1:B:387:ALA:HB2 2.52 0.44
1:E:274:PHE:CD2 1:E:387:ALA:HB2 2.52 0.44
1:E:316:LEU:HB3 1:E:410:PHE:HB3 2.00 0.44
1:G:311:ARG:HH21 1:G:684:GLU:CD 2.20 0.44
1:G:699:VAL:O 1:G:731:TYR:HB3 2.17 0.44
1:J:355:LEU:HD13 1:J:646:GLN:HE21 1.82 0.44
1:M:451:ASN:ND2 1:M:460:ASP:0OD2 2.38 0.44
1:M:582:VAL:HG12 1:M:582:VAL:O 2.18 0.44
1:N:274:PHE:CD2 1:N:387:ALA:HB2 2.52 0.44
1:N:457:GLN:NE2 | 1:Q:498:ASN:HD21 2.14 0.44
1:P:566:ILE:HG22 1:P:570:ASN:HB2 1.99 0.44
1:P:564:GLU:C 1:P:566:ILE:H 2.20 0.44
1:Q:564:GLU:C 1:Q:566:1LE:H 2.20 0.44
1:S:265: THR:HG23 1:S:267:ALA:H 1.82 0.44
1:S:599:MET:HG3 1:S5:600:GLY:N 2.33 0.44
1:0:694:ARG:NH1 1:T:392:SER:OG 2.50 0.44
1:C:297:TRP:NE1 1:C:301:ILE:HD11 2.32 0.44
1:C:699:VAL:O 1:C:731:TYR:HB3 2.17 0.44
1:D:269:ASN:HA 1:D:272:HIS:HD?2 1.79 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:265: THR:HG23 1:E:267:ALA:H 1.83 0.44
1:E:599:-MET:HG3 1:E:600:GLY:N 2.33 0.44
1:F:694:ARG:NH1 1:1:392:SER:OG 2.50 0.44
1:G:269:ASN:HA 1:G:272:HIS:HD2 1.80 0.44
1:H:597:HIS:NE2 1:Q:582:VAL:HG13 2.32 0.44
1:J:527:HIS:HB2 1:J:531:LYS:O 2.17 0.44
1:J:590:ASP:CB 1:J:591:PRO:HA 2.47 0.44
1:L:564:GLU:C 1:L:566:ILE:H 2.20 0.44
1:L:355:LEU:HD13 | 1:L:646:GLN:HE21 1.83 0.44
1:N:527:HIS:HB2 1:N:531:LYS:O 2.17 0.44
1:N:582:VAL:HG12 1:N:582:VAL:O 2.17 0.44
1:0:527:HIS:CE1 1:0:532:ASP:OD1 2.70 0.44
1:P:582:VAL:O 1:P:582:VAL:HG12 2.18 0.44
1:P:667:PHE:HE1 1:P:669:SER.:O 2.00 0.44
1:Q:482:PRO:HB3 1:Q:600:GLY:HA?2 1.99 0.44
1:R:316:LEU:HB3 1:R:410:PHE:HB3 1.99 0.44
1:R:434:LEU:HD11 | 1:R:736:LEU:HD23 2.00 0.44
1:S:297: TRP:NE1 1:S:301:ILE:HD11 2.32 0.44
1:T:274:PHE:CD2 1:T:387:ALA:HB2 2.52 0.44
1:A:527:HIS:HB2 1:A:531:LYS:O 2.17 0.44
1:B:527:HIS:HB2 1:B:531:LYS:O 2.18 0.44
1:B:355:LEU:HD13 | 1:B:646:GLN:HE21 1.83 0.44
1:C:366:PHE:HE2 1:C:368:ALA:HB3 1.81 0.44
1:C:482:PRO:HB3 1:C:600:GLY:HA2 1.99 0.44
1:E:566:ILE:HG22 1:E:570:ASN:HB2 1.98 0.44
1:1:366:PHE:HE2 1:1:368:ALA:HB3 1.81 0.44
1:J:316:LEU:HB3 1:J:410:PHE:HB3 1.99 0.44
1:J:434:LEU:HD11 1:J:736:LEU:HD23 1.99 0.44
1:F:705:TYR:O 1:K:388:VAL:HG12 2.18 0.44
1:K:498:ASN:HD21 1:R:457:GLN:NE2 2.16 0.44
1:K:527:HIS:HB2 1:K:531:LYS:O 2.17 0.44
1:L:274:PHE:CD2 1:L:387:ALA:HB2 2.53 0.44
1:0:564:GLU:C 1:0:566:ILE:H 2.21 0.44
1:P:354:VAL:H 1:P:646:GLN:HE22 1.63 0.44
1:Q:274:PHE:CD2 1:Q:387:ALA:HB2 2.52 0.44
1:K:500:ASN:HB2 1:R:450:GLN:HB2 1.99 0.44
1:T:311:ARG:HH21 1:T:684:GLU:CD 2.19 0.44
1:B:527:HIS:CE1 1:B:532:ASP:0OD1 2.70 0.44
1:C:599:MET:HG3 1:C:600:GLY:N 2.33 0.44
1:G:297:TRP:O 1:G:301:ILE:HG13 2.16 0.44
1:B:500:ASN:HB2 1:G:450:GLN:HB2 2.00 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

1:J:566:ILE:HG22 1:J:570:ASN:HB2 2.00 0.44
1:N:564:GLU:C 1:N:566:1LE:H 2.20 0.44
1:N:606:VAL:HG11 | 1:Q:623:PRO:HB2 1.99 0.44
1:P:451:ASN:CB 1:P:460:ASP:HB3 2.47 0.44
1:R:564:GLU:C 1:R:566:ILE:H 2.20 0.44
1:S:366:PHE:HA 1:5:367:PRO:HD3 1.88 0.44
1:5:427:HIS:ND1 1:S:736:LEU:HD13 2.33 0.44
1:T:366:PHE:HA 1:1T:367:PRO:HD3 1.87 0.44
1:0:696:ASN:HD21 1:T:393:PHE:H 1.60 0.44
1:T:519:ASN:O 1:T:521:GLY:N 2.51 0.44
1:A:274:PHE:CD2 1:A:387:ALA:HB2 2.53 0.44
1:C:527:HIS:HB2 1:C:531:LYS:O 2.17 0.44
1:D:274:PHE:CD2 1:D:387:ALA:HB2 2.53 0.44
1:E:527:HIS:HB2 1:E:531:LYS:O 2.18 0.44
1:E:582:VAL:HG12 1:E:582:VAL:O 2.17 0.44
1:F:272:HIS:O 1:P:433:ARG:NH2 2.50 0.44
1:G:566:ILE:HG22 1:G:570:ASN:HB2 1.99 0.44
1:H:311:ARG:HH?21 1:H:684:GLU:CD 2.20 0.44
1:H:274:PHE:CD2 1:H:387:ALA:HB2 2.52 0.44
1:H:496:ASN:ND2 | 1:Q:461:LEU:HD21 2.33 0.44
1:1:434:LEU:HD11 1:1:736:LEU:HD23 2.00 0.44
1:1:564:GLU:C 1:1:566:1LE:H 2.20 0.44
1:1:696:ASN:HD21 1:P:392:SER:HA 1.82 0.44
1:J:360:GLN:HG3 1:R:662:PHE:CE2 2.52 0.44
1:K:564:GLU:C 1:K:566:ILE:H 2.20 0.44
1:K:699:VAL:O 1:K:731:TYR:HB3 2.17 0.44
1:M:265: THR:HG23 1:M:267:ALA:H 1.82 0.44
1:M:274:PHE:CD2 1:M:387:ALA:HB2 2.53 0.44
1:M:355:LEU:HD13 | 1:M:646:GLN:HE21 1.83 0.44
1:0:355:LEU:HD13 | 1:0:646:GLN:HE21 1.83 0.44
1:0:699:VAL:O 1:0:731: TYR:HB3 2.17 0.44
1:T:265: THR:HG23 1:T:267:ALA:H 1.83 0.44
1:T:316:LEU:HB3 1:T:410:PHE:HB3 1.98 0.44
1:B:699:VAL:O 1:B:731:'TYR:HB3 2.18 0.44
1:D:316:LEU:HB3 1:D:410:PHE:HB3 1.99 0.44
1:F:564:GLU:C 1:F:566:1LE:H 2.20 0.44
1:F:582: VAL:HG13 1:1:597:HIS:CE1 2.51 0.44
1:H:265: THR:HG23 1:H:267:ALA:H 1.83 0.44
1:H:699:VAL:O 1:H:731:TYR:HB3 2.17 0.44
1:I:566:1LE:HG22 1:1:570:ASN:HB2 2.00 0.44
1:K:316:LEU:HB3 1:K:410:PHE:HB3 1.99 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

1:K:599:MET:HG3 1:K:600:GLY:N 2.33 0.44
1:N:355:LEU:HD13 | 1:N:646:GLN:HE21 1.83 0.44
1:0:451:ASN:CB 1:0:460:ASP:HB3 2.47 0.44
1:0:582:VAL:O 1:0:582:VAL:HG12 2.18 0.44
1:1:606: VAL:HG11 1:P:623:PRO:HB2 2.00 0.44
1:Q:265:THR:HG23 1:Q:267:ALA:H 1.83 0.44
1:Q:699:VAL:O 1:Q:731:TYR:HB3 2.18 0.44
1:R:527:HIS:HB2 1:R:531:LYS:O 2.17 0.44
1:T:699:VAL:O 1:T:731:TYR:HB3 2.18 0.44
1:A:582:VAL:HG12 1:A:582:VAL:O 2.18 0.44
1:D:597:HIS:NE2 1:E:582:VAL:HG13 2.32 0.44
1:E:366:PHE:HE2 1:E:368:ALA:HB3 1.82 0.44
1:F:582:VAL:HG12 1:F:582:VAL:O 2.18 0.44
1:F:427:HIS:ND1 1:F:.736:LEU:HD13 2.33 0.44
1:G:582:VAL:HG12 1:G:582:VAL:O 2.17 0.44
1:1:582:VAL:O 1:1:582:VAL:HG12 2.18 0.44
1:J:397:GLU:HB2 1:L:367:PRO:CB 2.33 0.44
1:J:582:VAL:HG12 1:J:582:VAL:O 2.18 0.44
1:N:312:LEU:HB3 1:N:414:TYR:HB3 2.00 0.44
1:N:599:MET:HG3 1:N:600:GLY:N 2.33 0.44
1:0:461:LEU:HD21 1:T:496:ASN:ND2 2.33 0.44
1:P:274:PHE:CD2 1:P:387:ALA:HB2 2.53 0.44
1:P:599:MET:HG3 1:P:600:GLY:N 2.33 0.44
1:Q:582:VAL:HG12 1:Q:582:VAL:O 2.17 0.44
1:R:599:MET:HG3 1:R:600:GLY:N 2.33 0.44
1:S5:274:PHE:CD2 1:S:387:ALA:HB2 2.53 0.44
1:S:699:VAL:O 1:S:731:TYR:HB3 2.17 0.44
1:A:269:ASN:HA 1:A:272:HIS:HD2 1.81 0.44
1:A:354:VAL:H 1:A:646:GLN:HE22 1.62 0.44
1:B:427:HIS:ND1 1:B:736:LEU:HD13 2.33 0.44
1:C:265: THR:HG23 1:C:267:ALA:H 1.83 0.44
1:F:527:HIS:HB2 1:F:531:LYS:O 2.18 0.44
1:F:699:VAL:O 1:F:731:TYR:HB3 2.17 0.44
1:G:274:PHE:CD2 1:G:387:ALA:HB2 2.53 0.44
1:J:265: THR:HG23 1:J:267:ALA:H 1.82 0.44
1:J:519:ASN:O 1:J:521:GLY:N 2.51 0.44
1:J:599:-MET:HG3 1:J:600:GLY:N 2.33 0.44
1:K:582:VAL:H 1:K:592:ALA:HB3 1.83 0.44
1:M:519:ASN:O 1:M:521:GLY:N 2.51 0.44
1:N:527:HIS:CE1 1:N:532:ASP:OD1 2.71 0.44
1:0:427:HIS:ND1 1:0:736:LEU:HD13 2.33 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:P:434:LEU:HD11 | 1:P:736:LEU:HD23 2.00 0.44
1:N:603:PRO:O 1:Q:634:LEU:HD11 2.18 0.44
1:R:451:ASN:CB 1:R:460:ASP:HB3 2.47 0.44
1:R:527:HIS:CE1 1:R:532:ASP:0OD1 2.71 0.44
1:T:566:1LE:HG22 1:T:570:ASN:HB2 1.99 0.44
1:T:590:ASP:CB 1:T:591:PRO:HA 2.46 0.44
1:T:599:MET:HG3 1:T:600:GLY:N 2.33 0.44
1:A:265: THR:HG23 1:A:267:ALA:H 1.82 0.43
1:B:316:LEU:HB3 1:B:410:PHE:HB3 1.98 0.43
1:B:582:VAL:HG12 1:B:582:VAL:O 2.18 0.43
1:C:355:LEU:HD13 | 1:C:646:GLN:HE21 1.84 0.43
1:D:265: THR:HG23 1:D:267:ALA:H 1.84 0.43
1:D:311:ARG:HH21 1:D:684:GLU:CD 2.19 0.43
1:D:355:LEU:HD13 | 1:D:646:GLN:HE21 1.83 0.43
1:E:451:ASN:CB 1:E:460:ASP:HB3 2.47 0.43
1:F:482:PRO:HB3 1:F:600:GLY:HA2 2.00 0.43
1:G:355:LEU:HD13 | 1:G:646:GLN:HE21 1.83 0.43
1:K:274:PHE:CD2 1:K:387:ALA:HB2 2.52 0.43
1:F:488:ARG:NH2 1:P:584:LEU:HD13 2.33 0.43
1:Q:269:ASN:HA 1:Q:272:HIS:HD?2 1.79 0.43
1:Q:316:LEU:HB3 1:Q:410:PHE:HB3 1.99 0.43
1:Q:599:MET:HG3 1:Q:600:GLY:N 2.33 0.43
1:S:582:VAL:O 1:5:582: VAL:HG12 2.18 0.43
1:B:482:PRO:HB3 1:B:600:GLY:HA2 1.99 0.43
1:D:451:ASN:CB 1:D:460:ASP:HB3 2.47 0.43
1:D:699:VAL:O 1:D:731:TYR:HB3 2.17 0.43
1:E:427:HIS:ND1 1:E:736:LEU:HD13 2.33 0.43
1:F:626:ASP:0OD1 1:P:608:GLN:NE2 2.51 0.43
1:G:427:HIS:ND1 1:G:736:LEU:HD13 2.33 0.43
1:H:312:LEU:HB3 1:H:414: TYR:HB3 2.01 0.43
1:H:527:HIS:HB2 1:H:531:LYS:O 2.17 0.43
1:1:482:PRO:HB3 1:1:600:GLY:HA2 2.01 0.43
1:1:590:ASP:CB 1:1:591:PRO:HA 2.46 0.43
1:J:274:PHE:CD2 1:J:387:ALA:HB2 2.52 0.43
1:N:366:PHE:HE2 1:N:368:ALA:HB3 1.81 0.43
1:0:316:LEU:HB3 1:0:410:PHE:HB3 1.99 0.43
1:0:366:PHE:HE?2 1:0:368:ALA:HB3 1.82 0.43
1:Q:355:LEU:HD13 | 1:Q:646:GLN:HE21 1.83 0.43
1:S:527:HIS:CE1 1:S:532:ASP:0OD1 2.71 0.43
1:T:582: VAL:HG12 1:T:582:VAL:O 2.18 0.43
1:C:585:GLN:O 1:C:587:SER:N 2.51 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:599:MET:HG3 1:F:600:GLY:N 2.33 0.43
1:G:265: THR:HG23 1:G:267:ALA:H 1.82 0.43
1:G:599:MET:HG3 1:G:600:GLY:N 2.32 0.43
1:H:582:VAL:HG13 1:N:597:HIS:CE1 2.54 0.43
1:H:599:MET:HG3 1:H:600:GLY:N 2.33 0.43
1:J:342:GLN:OFE1 1:L:228. TRP:CE3 2.71 0.43
1:K:312:LEU:HB3 1:K:414:TYR:HB3 2.00 0.43
1:K:519:ASN:O 1:K:521:GLY:N 2.52 0.43
1:K:585:GLN:O 1:K:587:SER:N 2.52 0.43
1:L:265: THR:HG23 1:L:267:ALA:H 1.83 0.43
1:N:434:LEU:HD11 | 1:N:736:LEU:HD23 2.01 0.43
1:N:582:VAL:H 1:N:592:ALA:HB3 1.84 0.43
1:A:699:VAL:O 1:A:731:TYR:HB3 2.17 0.43
1:B:597:HIS:CE1 1:G:582:VAL:HG13 2.53 0.43
1:C:274:PHE:CD2 1:C:387:ALA:HB2 2.53 0.43
1:D:393:PHE:H 1:E:696:ASN:HD21 1.60 0.43
1:D:519:ASN:O 1:D:521:GLY:N 2.51 0.43
1:D:566:ILE:HG22 1:D:570:ASN:HB2 1.99 0.43
1:D:582:VAL:O 1:D:582:VAL:HG12 2.18 0.43
1:E:482:PRO:HB3 1:E:600:GLY:HA2 1.99 0.43
1:I:316:LEU:HB3 1:1:410:PHE:HB3 2.00 0.43
1:J:324:VAL:O 1:J:672: THR:HG23 2.19 0.43
1:J:367:PRO:HB2 1:R:397:GLU:CB 2.48 0.43
1:M:312:LEU:HB3 1:M:414: TYR:HB3 2.01 0.43
1:M:388:VAL:HG12 1:T:705:TYR:O 2.19 0.43
1:M:599:MET:HG3 1:M:600:GLY:N 2.33 0.43
1:0:566:1LE:HG22 1:0:570:ASN:HB2 1.99 0.43
1:0:599:MET:HG3 1:0:600:GLY:N 2.33 0.43
1:P:427:HIS:ND1 1:P:736:LEU:HD13 2.33 0.43
1:1:584:LEU:HD13 1:P:488:ARG:CZ 2.48 0.43
1:P:582:VAL:H 1:P:592:ALA:HB3 1.84 0.43
1:P:585:GLN:O 1:P:587:SER:N 2.51 0.43
1:Q:366:PHE:HE2 1:QQ:368:ALA:HB3 1.82 0.43
1:Q:434:LEU:HD11 | 1:Q:736:LEU:HD23 2.00 0.43
1:S:312:LEU:HB3 1:S5:414:TYR:HB3 2.01 0.43
1:T:434:.LEU:HD11 | 1:T:736:LEU:HD23 2.00 0.43
1:C:324:VAL:O 1:C:672: THR:HG23 2.19 0.43
1:C:451:ASN:CB 1:C:460:ASP:HB3 2.47 0.43
1:C:519:ASN:O 1:C:521:GLY:N 2.52 0.43
1:E:265: THR:C 1:E:267:ALA:H 2.22 0.43
1:E:564:GLU:C 1:E:566:ILE:H 2.20 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:288:PHE:CD2 1:F:618:ILE:HG12 2.53 0.43
1:F:392:SER:HA 1:P:696:ASN:HD21 1.83 0.43
1:H:355:LEU:HD13 | 1:H:646:GLN:HE21 1.83 0.43
1:1:427:HIS:ND1 1:1:736:LEU:HD13 2.33 0.43
1:K:355:LEU:HD13 | 1:K:646:GLN:HE21 1.83 0.43
1:L:527:HIS:CE1 1:L:532:ASP:OD1 2.72 0.43
1:N:582:VAL:HG13 1:Q:597:HIS:CE1 2.53 0.43
1:P:312:LEU:HB3 1:P:414:TYR:HB3 2.00 0.43
1:P:355:LEU:HD13 | 1:P:646:GLN:HE21 1.83 0.43
1:F:350: GLN:NE2 1:P:691:ASN:HD21 2.17 0.43
1:R:274:PHE:CD2 1:R:387:ALA:HB2 2.53 0.43
1:R:585:GLN:O 1:R:587:SER:N 2.52 0.43
1:R:582:VAL:H 1:R:592:ALA:HB3 1.83 0.43
1:S:316:LEU:HB3 1:S:410:PHE:HB3 2.00 0.43
1:S5:434:LEU:HD11 1:S:736:LEU:HD23 2.00 0.43
1:Q:228: TRP:O 1:T:400:PRO:HA 2.18 0.43
1:E:366:PHE:HA 1:E:367:PRO:HD3 1.88 0.43
1:F:265:THR:C 1:F:267:ALA:H 2.22 0.43
1:F:265: THR:HG23 1:F:267:ALA:H 1.83 0.43
1:F:274:PHE:CD2 1:F:387:ALA:HB2 2.53 0.43
1:F:527:HIS:CE1 1:F:532:ASP:0OD1 2.71 0.43
1:H:433:ARG:NH2 1:N:272:HIS:O 2.51 0.43
1:K:427:HIS:ND1 1:K:736:LEU:HD13 2.34 0.43
1:M:527:HIS:CE1 1:M:532:ASP:OD1 2.72 0.43
1:N:316:LEU:HB3 1:N:410:PHE:HB3 1.99 0.43
1:N:699:VAL:O 1:N:731:TYR:HB3 2.18 0.43
1:0:274:PHE:CD2 1:0:387:ALA:HB2 2.53 0.43
1:0:298:GLN:HE22 1:Q:698:GLU:N 2.03 0.43
1:Q:585:GLN:O 1:Q:587:SER:N 2.52 0.43
1:S:585:GLN:O 1:S:587:SER:N 2.52 0.43
1:T:527:HIS:CE1 1:T:532:ASP:0OD1 2.72 0.43
1:B:312:LEU:HB3 1:B:414:TYR:HB3 2.00 0.43
1:B:585:GLN:O 1:B:587:SER:N 2.52 0.43
1:B:434:LEU:HD11 | 1:B:736:LEU:HD23 2.01 0.43
1:C:527:HIS:CE1 1:C:532:ASP:0OD1 2.71 0.43
1:F:355:LEU:HD13 | 1:F:646:GLN:HE21 1.83 0.43
1:F:519:ASN:O 1:F:521:GLY:N 2.52 0.43
1:F:585:GLN:O 1:F:587:SER:N 2.52 0.43
1:H:434:LEU:HD11 | 1:H:736:LEU:HD23 2.01 0.43
1:1:269:ASN:HA 1:1:272:HIS:HD2 1.80 0.43
1:1:274:PHE:CD2 1:1:387:ALA:HB2 2.53 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:J:694:ARG:NH2 1:J:696:ASN:OD1 2.01 0.43
1:K:265: THR:HG23 1:K:267:ALA:H 1.82 0.43
1:K:288:PHE:CD2 1:K:618:ILE:HG12 2.54 0.43
1:L:599:MET:HG3 1:L:600:GLY:N 2.33 0.43
1:M:451:ASN:CB 1:M:460:ASP:HB3 2.47 0.43
1:M:483:CYS:HB2 1:M:571:PRO:HG3 2.01 0.43
1:M:434:LEU:HD11 | 1:M:736:LEU:HD23 2.00 0.43
1:0:265: THR:HG23 1:0:267:ALA:H 1.83 0.43
1:P:324:VAL:O 1:P:672: THR:HG23 2.19 0.43
1:E:322:LYS:NZ 1:P:654:VAL:HG11 2.34 0.43
1:Q:427:HIS:ND1 1:Q:736:LEU:HD13 2.34 0.43
1:R:482:PRO:HB3 1:R:600: GLY:HA2 2.00 0.43
1:T:324:VAL:O 1:T:672:THR:HG23 2.19 0.43
1:F:606: VAL:HG11 1:1:623:PRO:HB2 2.00 0.43
1:G:585:GLN:O 1:G:587:SER:N 2.52 0.43
1:J:265:THR:C 1:J:267:ALA:H 2.22 0.43
1:K:527:HIS:CE1 1:K:532:ASP:0OD1 2.71 0.43
1:K:582:VAL:HG12 1:K:582:VAL:O 2.17 0.43
1:K:482:PRO:HB3 1:K:600:GLY:HA2 2.00 0.43
1:L:265: THR:C 1:L:267:ALA:H 2.22 0.43
1:L:582:VAL:H 1:L:592:ALA:HB3 1.84 0.43
1:N:519:ASN:O 1:N:521:GLY:N 2.51 0.43
1:0:312:LEU:HB3 1:0:414:TYR:HB3 2.01 0.43
1:1:388: VAL:HG12 1:R:705:TYR:O 2.18 0.43
1:T:427:HIS:ND1 1:T:736:LEU:HD13 2.34 0.43
1:B:582:VAL:H 1:B:592:ALA:HB3 1.83 0.43
1:C:582:VAL:O 1:C:582: VAL:HG12 2.18 0.43
1:D:599:MET:HG3 1:D:600:GLY:N 2.33 0.43
1:F:582:VAL:H 1:F:592:ALA:HB3 1.84 0.43
1:B:519:ASN:CB 1:G:475:PRO:HA 2.48 0.43
1:G:519:ASN:O 1:G:521:GLY:N 2.51 0.43
1:G:582:VAL:H 1:G:592:ALA:HB3 1.83 0.43
1:B:634:LEU:HD11 1:G:603:PRO:O 2.19 0.43
1:G:324:VAL:O 1:G:672: THR:HG23 2.19 0.43
1:G:705:TYR:O 1:Q:388:VAL:HG12 2.18 0.43
1:H:582:VAL:H 1:H:592:ALA:HB3 1.83 0.43
1:1:491:LYS:HG3 1:1:533:LYS:O 2.19 0.43
1:1:585:GLN:O 1:I:587:SER:N 2.52 0.43
1:1:599:MET:HG3 1:1:600:GLY:N 2.33 0.43
1:F:603:PRO:O 1:1:634:LEU:HD11 2.19 0.43
1:J:527:HIS:CE1 1:J:532:ASP:0OD1 2.71 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:J:585:GLN:O 1:J:587:SER:N 2.52 0.43
1:L:427:HIS:ND1 1:L:736:LEU:HD13 2.34 0.43
1:M:590:ASP:CB 1:M:591:PRO:HA 2.47 0.43
1:0:434:.LEU:HD11 | 1:0:736:LEU:HD23 2.00 0.43
1:N:580:VAL:HG23 1:Q:485:ARG:0O 2.19 0.43
1:R:269:ASN:HA 1:R:272:HIS:HD?2 1.80 0.43
1:D:434:LEU:HD11 | 1:D:736:LEU:HD23 2.00 0.43
1:E:519:ASN:O 1:E:521:GLY:N 2.52 0.43
1:E:355:LEU:HD13 | 1:E:646:GLN:HE21 1.83 0.43
1:G:451:ASN:ND2 1:G:460:ASP:0D2 2.38 0.43
1:H:691:ASN:HD21 1:N:350:GLN:NE2 2.17 0.43
1:1:265: THR:HG23 1:1:267:ALA:H 1.83 0.43
1:1:433:ARG:NH2 1:P:272:HIS:O 2.52 0.43
1:J:269:ASN:HA 1:J:272:HIS:HD2 1.80 0.43
1:J:451:ASN:CB 1:J:460:ASP:HB3 2.47 0.43
1:1:354:VAL:H 1:1:646:GLN:HE22 1.64 0.43
1:1L:434:LEU:HD11 | 1:L:736:LEU:HD23 2.00 0.43
1:R:582: VAL:HG12 1:R:582:VAL:O 2.18 0.43
1:S:441:GLN:HE22 1:S:474:GLN:HB3 1.84 0.43
1:A:519:ASN:O 1:A:521:GLY:N 2.52 0.42
1:A:582:VAL:H 1:A:592:ALA:HB3 1.83 0.42
1:A:585:GLN:O 1:A:587:SER:N 2.52 0.42
1:C:427:HIS:ND1 1:C:736:LEU:HD13 2.34 0.42
1:B:322:LYS:NZ 1:C:654:VAL:HG11 2.34 0.42
1:E:298:GLN:HE22 1:1:698:GLU:N 2.01 0.42
1:F:298:GLN:HE22 1:R:698:GLU:N 2.02 0.42
1:F:434:LEU:HD11 | 1:F:736:LEU:HD23 2.01 0.42
1:H:585:GLN:O 1:H:587:SER:N 2.52 0.42
1:1:450: GLN:HB2 1:P:500:ASN:HB2 1.99 0.42
1:K:483:CYS:HB2 1:K:571:PRO:HG3 2.01 0.42
1:N:269:ASN:HA 1:N:272:HIS:HD?2 1.80 0.42
1:N:288:PHE:CD2 1:N:618:ILE:HG12 2.54 0.42
1:0:324:VAL:O 1:0:672: THR:HG23 2.19 0.42
1:1:694:ARG:NH1 1:P:392:SER:OG 2.51 0.42
1:P:699:VAL:O 1:P:731:'TYR:HB3 2.19 0.42
1:Q:322:LYS:NZ 1:T:654:VAL:HG11 2.33 0.42
1:R:265: THR:HG23 1:R:267:ALA:H 1.83 0.42
1:R:324:VAL:O 1:R:672: THR:HG23 2.19 0.42
1:B:265: THR:HG23 1:B:267:ALA:H 1.82 0.42
1:B:519:ASN:O 1:B:521:GLY:N 2.52 0.42
1:B:483:CYS:HB2 1:B:571:PRO:HG3 2.01 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:272:HIS:CE1 1:D:385:SER:HG 2.36 0.42
1:E:585:GLN:O 1:E:587:SER:N 2.52 0.42
1:F:324:VAL:O 1:F:672: THR:HG23 2.19 0.42
1:H:366:PHE:HE2 1:H:368:ALA:HB3 1.81 0.42
1:H:393:PHE:H 1:Q:696:ASN:HD21 1.62 0.42
1:H:519:ASN:O 1:H:521:GLY:N 2.52 0.42
1:J:366:PHE:HA 1:J:367:PRO:HD3 1.88 0.42
1:K:441:GLN:HE22 | 1:K:474:GLN:HB3 1.84 0.42
1:1:582:VAL:HG12 1:1:582:VAL:O 2.18 0.42
1:M:265: THR.:C 1:M:267:ALA:H 2.22 0.42
1:M:288:PHE:CD2 1:M:618:ILE:HG12 2.54 0.42
1:N:427:HIS:ND1 1:N:736:LEU:HD13 2.34 0.42
1:N:451:ASN:ND2 1:N:460:ASP:0OD2 2.38 0.42
1:0:582:VAL:H 1:0:592:ALA:HB3 1.83 0.42
1:P:265: THR:HG23 1:P:267:ALA:H 1.83 0.42
1:P:527:HIS:CE1 1:P:532:ASP:OD1 2.72 0.42
1:Q:527:HIS:CE1 1:Q:532:ASP:0OD1 2.72 0.42
1:Q:705:TYR:O 1:T:388:VAL:HG12 2.19 0.42
1:R:519:ASN:O 1:R:521:GLY:N 2.52 0.42
1:S:355:LEU:HD13 | 1:S:646:GLN:HE21 1.83 0.42
1:S:519:ASN:O 1:S:521:GLY:N 2.52 0.42
1:A:265:THR:C 1:A:267:ALA:H 2.22 0.42
1:A:288:PHE:CD2 1:A:618:ILE:HG12 2.54 0.42
1:A:434:LEU:HD11 | 1:A:736:LEU:HD23 2.01 0.42
1:B:272:HIS:O 1:G:433:ARG:NH2 2.52 0.42
1:B:324:VAL:O 1:B:672: THR:HG23 2.20 0.42
1:C:434:LEU:HD11 | 1:C:736:LEU:HD23 2.00 0.42
1:D:312:LEU:HB3 1:D:414:TYR:HB3 2.01 0.42
1:D:427:HIS:ND1 1:D:736:LEU:HD13 2.34 0.42
1:D:496:ASN:ND2 1:E:461:LEU:HD21 2.34 0.42
1:E:527:HIS:CE1 1:E:532:ASP:0OD1 2.72 0.42
1:F:502: THR:HG21 1:P:447:ASN:O 2.18 0.42
1:G:434:LEU:HD11 | 1:G:736:LEU:HD23 2.01 0.42
1:H:527:HIS:CE1 1:H:532:ASP:OD1 2.72 0.42
1:1:527:HIS:CE1 1:1:532:ASP:OD1 2.72 0.42
1:1:582:VAL:HG13 1:P:597:HIS:NE2 2.34 0.42
1:J:517:ILE:HG22 1:J:518:ILE:N 2.35 0.42
1:K:482:PRO:HG2 1:R:603:PRO:HD3 2.01 0.42
1:1:483:CYS:HB2 1:L:571:PRO:HG3 2.01 0.42
1:N:585:GLN:O 1:N:587:SER:N 2.52 0.42
1:R:427:HIS:ND1 1:R:736:LEU:HD13 2.34 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:R:615:GLN:HB2 1:R:615:GLN:HE21 1.58 0.42
1:T:585:GLN:O 1:T:587:SER:N 2.52 0.42
1:A:355:LEU:HD13 | 1:A:646:GLN:HE21 1.83 0.42
1:C:354:VAL:H 1:C:646:GLN:HE22 1.63 0.42
1:D:582:VAL:H 1:D:592:ALA:HB3 1.84 0.42
1:G:288:PHE:CD2 1:G:618:ILE:HG12 2.54 0.42
1:H:433:ARG:HG3 1:N:379:LEU:CD1 2.46 0.42
1:H:441:GLN:HE22 | 1:H:474:GLN:HB3 1.85 0.42
1:1:355:LEU:HD13 1:1:646:GLN:HE21 1.84 0.42
1:J:427:HIS:ND1 1:J:736:LEU:HD13 2.34 0.42
1:J:483:CYS:HB2 1:J:571:PRO:HG3 2.02 0.42
1:J:671:ILE:HD11 1:L:674:TYR:HH 1.79 0.42
1:L:312:LEU:HB3 1:L:414:TYR:HB3 2.01 0.42
1:M:427:HIS:ND1 1:M:736:LEU:HD13 2.34 0.42
1:0:519:ASN:O 1:0:521:GLY:N 2.52 0.42
1:Q:483:CYS:HB2 1:Q:571:PRO:HG3 2.02 0.42
1:Q:582:VAL:H 1:Q:592:ALA:HB3 1.84 0.42
1:R:288:PHE:CD2 1:R:618:ILE:HG12 2.54 0.42
1:S:517:ILE:HG22 1:S:518:ILE:N 2.35 0.42
1:5:491:LYS:HG3 1:5:533:LYS: O 2.19 0.42
1:1T:441:GLN:HE22 1:1T:474:GLN:HB3 1.85 0.42
1:C:312:LEU:HB3 1:C:414:TYR:HB3 2.01 0.42
1:D:585:GLN:O 1:D:587:SER:N 2.52 0.42
1:E:434.:LEU:HD11 | 1:E:736:LEU:HD23 2.00 0.42
1:F:597:HIS:CE1 1:P:582:VAL:HG13 2.54 0.42
1:1:288:PHE:CD2 1:I:618:ILE:HG12 2.54 0.42
1:1:324:VAL:O 1:1:672: THR:HG23 2.19 0.42
1:J:228: TRP:N 1:R:403:MET:HG3 2.35 0.42
1:1L:519:ASN:O 1:L:521:GLY:N 2.52 0.42
1:M:585:GLN:O 1:M:587:SER:N 2.52 0.42
1:N:265: THR:C 1:N:267:ALA:H 2.22 0.42
1:F:350:GLN:HE21 1:P:691:ASN:ND2 2.18 0.42
1:Q:265:THR:C 1:Q:267:ALA:H 2.23 0.42
1:QQ:354:VAL:H 1:QQ:646:GLN:HE22 1.62 0.42
1:Q:363:LEU:HA 1:Q:364:PRO:HD3 1.94 0.42
1:Q:519:ASN:O 1:Q:521:GLY:N 2.51 0.42
1:S:582:VAL:H 1:S:592:ALA:HB3 1.83 0.42
1:T:483:CYS:HB2 1. T:571:PRO:HG3 2.01 0.42
1:A:324:VAL:O 1:A:672: THR:HG23 2.20 0.42
1:A:441:GLN:HE22 | 1:A:474:GLN:HB3 1.85 0.42
1:A:483:CYS:HB2 1:A:571:PRO:HG3 2.02 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:451:ASN:CB 1:B:460:ASP:HB3 2.47 0.42
1:D:265: THR:C 1:D:267:ALA:H 2.22 0.42
1:E:615:GLN:HB2 1:E:615:GLN:HE21 1.58 0.42
1:G:441:GLN:HE22 | 1:G:474:GLN:HB3 1.85 0.42
1:1:519:ASN:O 1:1:521:GLY:N 2.52 0.42
1:1:483:CYS:HB2 1:I:571:PRO:HG3 2.02 0.42
1:J:482:PRO:HB3 1:J:600:GLY:HA2 2.00 0.42
1:J:615:GLN:HB2 1:J:615:GLN:HE21 1.58 0.42
1:K:553: THR:HG23 1:K:557:ASN:CB 2.49 0.42
1:H:603:PRO:O 1:N:634:LEU:HD11 2.20 0.42
1:0:585:GLN:O 1:0:587:SER:N 2.52 0.42
1:P:519:ASN:O 1:P:521:GLY:N 2.52 0.42
1:P:590:ASP:CB 1:P:591:PRO:HA 2.46 0.42
1:S:354:VAL:H 1:5:646:GLN:HE22 1.63 0.42
1:S:553: THR:HG23 1:S:557:ASN:CB 2.49 0.42
1:T:582:VAL:H 1:T:592:ALA:HB3 1.84 0.42
1:T:355:LEU:HD13 | 1:T:646:GLN:HE21 1.83 0.42
1:C:483:CYS:HB2 1:C:571:PRO:HG3 2.02 0.42
1:C:615:GLN:HB2 1:C:615:GLN:HE21 1.57 0.42
1:D:527:HIS:CE1 1:D:532:ASP:0OD1 2.73 0.42
1:D:483:CYS:HB2 1:D:571:PRO:HG3 2.02 0.42
1:E:582:VAL:H 1:E:592:ALA:HB3 1.83 0.42
1:G:517:ILE:HG22 1:G:518:ILE:N 2.35 0.42
1:H:630:HIS:HE1 1:N:626:ASP:0O 2.02 0.42
1:J:441:GLN:HE22 1:J:474:GLN:HB3 1.85 0.42
1:J:553: THR:HG23 1:J:557:ASN:CB 2.49 0.42
1:K:265:THR:C 1:K:267:ALA:H 2.23 0.42
1:K:324:VAL:O 1:K:672: THR:HG23 2.19 0.42
1:D:705:TYR:O 1:1:388:VAL:HG12 2.19 0.42
1:L:585:GLN:O 1:L:587:SER:N 2.52 0.42
1:M:324:VAL:O 1:M:672: THR:HG23 2.19 0.42
1:N:354:VAL:H 1:N:646:GLN:HE22 1.65 0.42
1:N:475:PRO:HA 1:Q:519:ASN:CB 2.48 0.42
1:N:324:VAL:O 1:N:672: THR:HG23 2.19 0.42
1:N:694:ARG:NH2 1:N:696:ASN:OD1 2.53 0.42
1:0:457:GLN:NE2 1:T:498:ASN:HD21 2.18 0.42
1:P:491:LYS:HG3 1:P:533:LYS:O 2.20 0.42
1:H:392:SER:OG 1:Q:694:ARG:NH1 2.52 0.42
1:J:705:TYR:CA 1:R:389:GLY:HA3 2.38 0.42
1:S:288:PHE:CD2 1:S:618:ILE:HG12 2.54 0.42
1:T:451:ASN:CB 1:T:460:ASP:HB3 2.47 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:427:HIS:ND1 1:A:736:LEU:HD13 2.34 0.42
1:B:265: THR:C 1:B:267:ALA:H 2.23 0.42
1:B:288:PHE:CD2 1:B:618:ILE:HG12 2.55 0.42
1:C:517:1ILE:HG22 1:C:518:ILE:N 2.34 0.42
1:D:288:PHE:CD2 1:D:618:ILE:HG12 2.55 0.42
1:F:451:ASN:CB 1:F:460:ASP:HB3 2.47 0.42
1:F:517:ILE:HG22 1:F:518:ILE:N 2.35 0.42
1:F:483:CYS:HB2 1:F:571:PRO:HG3 2.02 0.42
1:G:312:LEU:HB3 1:G:414: TYR:HB3 2.01 0.42
1:F:388: VAL:HG12 1:H:705:TYR:O 2.20 0.42
1:I:312:LEU:HB3 1:I:414:TYR:HB3 2.01 0.42
1:L:288:PHE:CD2 1:L:618:ILE:HG12 2.55 0.42
1:L:324:VAL:O 1:L:672: THR:HG23 2.19 0.42
1:N:584:LEU:HD13 | 1:QQ:488:ARG:NH2 2.34 0.42
1:0:441:GLN:HE22 | 1:0:474:GLN:HB3 1.85 0.42
1:0:603:PRO:HD3 1:T:482:PRO:HG2 2.00 0.42
1:P:483:CYS:HB2 1:P:571:PRO:HG3 2.02 0.42
1:R:265: THR.:.C 1:R:267:ALA:H 2.22 0.42
1:T:435:MET:HG2 1:T:474:GLN:OE1 2.20 0.42
1:A:527:HIS:CE1 1:A:532:ASP:OD1 2.73 0.42
1:A:615:GLN:HB2 | 1:A:615:GLN:HE21 1.57 0.42
1:D:324:VAL:O 1:D:672: THR:HG23 2.20 0.42
1:E:324:VAL:O 1:E:672: THR:HG23 2.19 0.42
1:H:427:HIS:ND1 1:H:736:LEU:HD13 2.34 0.42
1:H:482:PRO:HG2 1:Q:603:PRO:HD3 2.02 0.42
1:H:491:LYS:HG3 1:H:533:LYS:O 2.20 0.42
1:1:441:GLN:O 1:1:465:ARG:HD2 2.20 0.42
1:1:582:VAL:H 1:1:592:ALA:HB3 1.84 0.42
1:K:441:GLN:O 1:K:465:ARG:HD?2 2.20 0.42
1:K:517:ILE:HG22 1:K:518:ILE:N 2.35 0.42
1:M:582:VAL:H 1:M:592:ALA:HB3 1.84 0.42
1:0:265: THR.:C 1:0:267:ALA:H 2.22 0.42
1:P:265: THR:C 1:P:267:ALA:H 2.22 0.42
1:P:441:GLN:HE22 1:P:474:GLN:HB3 1.85 0.42
1:Q:491:LYS:HG3 1:Q:533:LYS:O 2.20 0.42
1:A:366:PHE:HE2 1:A:368:ALA:HB3 1.81 0.42
1:C:265: THR.:C 1:C:267:ALA:H 2.23 0.42
1:C:441:GLN:HE22 1:C:474:GLN:HB3 1.85 0.42
1:C:288:PHE:CD2 1:C:618:ILE:HG12 2.55 0.42
1:D:590:ASP:CB 1:D:591:PRO:HA 2.46 0.42
1:D:615:GLN:HB2 | 1:D:615:GLN:HE21 1.57 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:712:ASP:HB3 1:D:724:PRO:HG2 2.02 0.42
1:D:623:PRO:HB2 1:E:606:VAL:HG11 2.01 0.42
1:B:488:ARG:CZ 1:G:584:.LEU:HD13 2.49 0.42
1:1:366:PHE:HA 1:1:367:PRO:HD3 1.88 0.42
1:F:580:VAL:HG23 1:1:485:ARG:O 2.19 0.42
1:1:694:ARG:NH2 1:1:696:ASN:OD1 2.53 0.42
1:J:582:VAL:H 1:J:592:ALA:HB3 1.84 0.42
1:K:434:LEU:HD11 | 1:K:736:LEU:HD?23 2.00 0.42
1:J:403:MET:HG3 1:L:228:TRP:N 2.35 0.42
1:1:441:GLN:O 1:1:465:ARG:HD2 2.20 0.42
1:0:429:GLN:OFE1 1:T:352:PRO:HB3 2.20 0.42
1:R:278: THR:HA 1:R:279:PRO:HD3 1.89 0.42
1:R:435:MET:HG2 1:R:474:GLN:OE1 2.20 0.42
1:R:694:ARG:NH2 1:R:696:ASN:OD1 2.53 0.42
1.T:517:1ILE:HG22 1:T:518:ILE:N 2.35 0.42
1:E:312:LEU:HB3 1:E:414: TYR:HB3 2.01 0.41
1:E:491:LYS:HG3 1:E:533:LYS:O 2.20 0.41
1:E:590:ASP:CB 1:E:591:PRO:HA 2.47 0.41
1:G:527:HIS:CE1 1:G:532:ASP:OD1 2.72 0.41
1:H:388:VAL:HG12 1:0:705:TYR:O 2.21 0.41
1:H:517:ILE:HG22 1:H:518:ILE:N 2.35 0.41
1:H:584:LEU:HD13 1:N:488:ARG:CZ 2.50 0.41
1:J:289:HIS:CG 1:J:365:PRO:HB3 2.55 0.41
1:1:269:ASN:HA 1:L:272:HIS:HD2 1.80 0.41
1:L:712:ASP:HB3 1:L:724:PRO:HG2 2.02 0.41
1:H:696:ASN:HD21 1:N:392:SER:HA 1.85 0.41
1:P:269:ASN:HA 1:P:272:HIS:HD2 1.79 0.41
1:P:288:PHE:CD2 1:P:618:ILE:HG12 2.55 0.41
1:F:698:GLU:N 1:R:298:GLN:HE22 2.02 0.41
1:T:265:THR:C 1:T:267:ALA:H 2.23 0.41
1:A:712:ASP:HB3 1:A:724:PRO:HG2 2.03 0.41
1:D:491:LYS:HG3 1:D:533:LYS:O 2.20 0.41
1:E:451:ASN:ND2 1:E:460:ASP:OD2 2.38 0.41
1:E:483:CYS:HB2 1:E:571:PRO:HG3 2.02 0.41
1:G:441:GLN:O 1:G:465:ARG:HD2 2.20 0.41
1:H:288:PHE:CD2 1:H:618:ILE:HG12 2.55 0.41
1:1:441:GLN:HE22 1:1:474:GLN:HB3 1.85 0.41
1:0:694:ARG:NH2 1:0:696:ASN:OD1 2.53 0.41
1:E:705:TYR:O 1:P:388:VAL:HG12 2.20 0.41
1:S:712:ASP:HB3 1:S:724:PRO:HG2 2.02 0.41
1:A:312:LEU:HB3 1:A:414:TYR:HB3 2.01 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:482:PRO:HG2 1:E:603:PRO:HD3 2.02 0.41
1:H:265: THR:C 1:H:267:ALA:H 2.23 0.41
T:H:517:ILE:HG13 | 1:Q:473:VAL:HG12 2.02 0.41
1:H:483:CYS:HB2 1:H:571:PRO:HG3 2.01 0.41
1:I:517:ILE:HG22 1:I:518:ILE:N 2.35 0.41
1:J:312:LEU:HB3 1:J:414:TYR:HB3 2.02 0.41
1:N:433:ARG:HG3 1:Q:379:LEU:CD1 2.47 0.41
1:Q:289:HIS:CG 1:Q:365:PRO:HB3 2.55 0.41
1:C:363:LEU:HA 1:C:364:PRO:HD3 1.94 0.41
1:D:354:VAL:H 1:D:646:GLN:HE22 1.62 0.41
1:D:441:GLN:O 1:D:465:ARG:HD2 2.21 0.41
1:E:553: THR:HG23 1:E:557:ASN:CB 2.49 0.41
1:F:312:LEU:HB3 1:F:414:TYR:HB3 2.01 0.41
1:F:523:ALA:O 1:F:570:ASN:ND2 2.41 0.41
1:G:265: THR.:C 1:G:267:ALA:H 2.23 0.41
1:G:694:ARG:NH2 1:G:696:ASN:OD1 2.54 0.41
1:H:324:VAL:O 1:H:672: THR:HG23 2.19 0.41
1:J:288:PHE:CD2 1:J:618:ILE:HG12 2.55 0.41
1:J:491:LYS:HG3 1:J:533:LYS:O 2.20 0.41
1:J:712:ASP:HB3 1:J:724:PRO:HG2 2.03 0.41
1:K:354:VAL:H 1:K:646:GLN:HE22 1.63 0.41
1:F:322:LYS:NZ 1:K:654:VAL:HG11 2.35 0.41
1:1:491:LYS:HG3 1:1:533:LYS:O 2.20 0.41
1:N:483:CYS:HB2 1:N:571:PRO:HG3 2.01 0.41
1:F:519:ASN:CB 1:P:475:PRO:HA 2.50 0.41
1:R:312:LEU:HB3 1:R:414: TYR:HB3 2.01 0.41
1:T:312:LEU:HB3 1:T:414:TYR:HB3 2.01 0.41
1:A:694:ARG:NH2 1:A:696:ASN:OD1 2.54 0.41
1:B:597:HIS:NE2 1:G:582:VAL:HG13 2.36 0.41
1:C:582:VAL:H 1:C:592:ALA:HB3 1.84 0.41
1:D:441:GLN:HE22 1:D:474:GLN:HB3 1.85 0.41
1:F:712:ASP:HB3 1:F:724:PRO:HG2 2.03 0.41
1:K:705:TYR:O 1:S:388:VAL:HG12 2.21 0.41
1:N:523:ALA:O 1:N:570:ASN:ND2 2.41 0.41
1:0:441:GLN:O 1:0:465:ARG:HD2 2.21 0.41
1:0:483:CYS:HB2 1:0:571:PRO:HG3 2.01 0.41
1:F:485:ARG:O 1:P:580:VAL:HG23 2.20 0.41
1:QQ:441:GLN:O 1:Q:465:ARG:HD2 2.20 0.41
1:J:360:GLN:HG3 1:R:662:PHE:HE?2 1.84 0.41
1:A:517:ILE:HG22 1:A:518:ILE:N 2.35 0.41
1:C:491:LYS:HG3 1:C:533:LYS:O 2.20 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:G:483:CYS:HB2 1:G:571:PRO:HG3 2.01 0.41
1:H:461:LEU:HD21 1:N:496:ASN:ND2 2.36 0.41
1:M:694:ARG:NH2 1:M:696:ASN:OD1 2.53 0.41
1:N:451:ASN:CB 1:N:460:ASP:HB3 2.47 0.41
1:N:517:ILE:HG22 1:N:518:ILE:N 2.35 0.41
1:B:388:VAL:HG12 1:N:705:TYR:O 2.20 0.41

1:Q:324:VAL:O 1:Q:672: THR:HG23 2.19 0.41
1:K:379:LEU:CD1 1:R:433:ARG:HG3 2.49 0.41
1:0:606:VAL:HG11 1:T:623:PRO:HB2 2.03 0.41

1:C:441:GLN:O 1:C:465:ARG:HD2 2.20 0.41
1:D:519:ASN:CB 1:E:475:PRO:HA 2.46 0.41
1:E:517:ILE:HG22 1:E:518:ILE:N 2.35 0.41
1:G:712:ASP:HB3 1:G:724:PRO:HG2 2.03 0.41
1:F:654:VAL:HG11 1:H:322:LYS:NZ 2.36 0.41
1:F:433:ARG:NH2 1:1:272:HIS:O 2.54 0.41

1:L:289:HIS:CG 1:L:365:PRO:HB3 2.56 0.41
1:J:257: TYR:CD1 1:1:366:PHE:CZ 3.08 0.41
1:M:441:GLN:HE22 | 1:M:474:GLN:HB3 1.86 0.41
1:M:517:ILE:HG22 1:M:518:ILE:N 2.35 0.41
1:M:615:GLN:HB2 | 1:M:615:GLN:HE21 1.57 0.41
1:M:712:ASP:HB3 1:M:724:PRO:HG2 2.02 0.41
1:N:603:PRO:HD3 1:Q:482:PRO:HG2 2.03 0.41
1:P:591:PRO:HB2 1:P:592:ALA:H 1.64 0.41

1:R:441:GLN:O 1:R:465:ARG:HD2 2.21 0.41
1:R:483:CYS:HB2 1:R:571:PRO:HG3 2.01 0.41
1:R:712:ASP:HB3 1:R:724:PRO:HG2 2.02 0.41
1:T:491:LYS:HG3 1:T1:533:LYS:O 2.20 0.41
1:0:582:VAL:HG13 1:T:597:HIS:CE1 2.56 0.41

1:A:705:TYR:O 1:G:388:VAL:HG12 2.21 0.41
1:B:441:GLN:HE22 1:B:474:GLN:HB3 1.85 0.41
1:B:496:ASN:ND2 1:G:461:.LEU:HD21 2.36 0.41
1:B:491:LYS:HG3 1:B:533:LYS:O 2.20 0.41
1:D:517:ILE:HG22 1:D:518:ILE:N 2.36 0.41
1:E:441:GLN:HE22 1:E:474:GLN:HB3 1.84 0.41
1:F:433:ARG:HG3 1:1:379:LEU:CD1 2.48 0.41
1:H:451:ASN:CB 1:H:460:ASP:HB3 2.47 0.41
1:K:491:LYS:HG3 1:K:533:LYS:O 2.20 0.41

1:M:441:GLN:O 1:M:465:ARG:HD2 2.21 0.41
1:H:442: TYR:CE2 1:N:287:ARG:NH1 2.89 0.41
1:0:491:LYS:HG3 1:0:533:LYS:O 2.20 0.41
1:P:517:ILE:HG22 1:P:518:ILE:N 2.35 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:Q:230:CYS:HA 1:Q:242:THR:O 2.21 0.41
1:Q:312:LEU:HB3 1:Q:414:TYR:HB3 2.01 0.41
1:R:441:GLN:HE22 1:R:474:GLN:HB3 1.86 0.41
1:S:265: THR.:C 1:S:267:ALA:H 2.23 0.41
1:S:591:PRO:HB2 1:S5:592:ALA:H 1.65 0.41
1:S:324:VAL:O 1:S:672: THR:HG23 2.20 0.41
1:T:289:HIS:CG 1:T:365:PRO:HB3 2.56 0.41
1:17:441:GLN:O 1:T:465:ARG:HD2 2.21 0.41
1:0:473:VAL:HG12 1:T:517:1LE:HG13 2.03 0.41
1:T:591:PRO:HB2 1:T:592:ALA:H 1.65 0.41
1:T:288:PHE:CD2 1:T:618:1ILE:HG12 2.56 0.41
1:D:289:HIS:CG 1:D:365:PRO:HB3 2.56 0.41
1:D:400:PRO:HA 1:1:228. TRP:O 2.20 0.41
1:D:654:VAL:HG11 1:1:322:LYS:NZ 2.34 0.41
1:F:491:LYS:HG3 1:F:533:LYS:O 2.20 0.41
1:F:626:ASP:O 1:P:630:HIS:HE1 2.04 0.41
1:B:485:ARG:O 1:G:580:VAL:HG23 2.20 0.41
1:H:441:GLN:O 1:H:465:ARG:HD2 2.21 0.41
1:1:441:GLN:HE22 1:1:474:GLN:HB3 1.85 0.41
1:J:407:GLY:N 1:1:222:GLY:O 2.52 0.41
1:L:318:ASN:HB2 1:L:678:GLN:OE1 2.21 0.41
1:N:433:ARG:NH2 1:Q:272:HIS:O 2.53 0.41
1:Q:694:ARG:NH2 1:Q:696:ASN:OD1 2.54 0.41
1:R:553: THR:HG23 1:R:557:ASN:CB 2.48 0.41
1:0:388:VAL:HG12 1:S:705:TYR:O 2.20 0.41
1:B:517:ILE:HG22 1:B:518:ILE:N 2.35 0.41
1:B:694:ARG:NH2 1:B:696:ASN:OD1 2.54 0.41
1:D:517:ILE:HG13 | 1:E:473:VAL:HG12 2.03 0.41
1:D:694:ARG:NH2 1:D:696:ASN:OD1 2.54 0.41
1:F:441:GLN:O 1:F:465:ARG:HD2 2.21 0.41
1:H:442: TYR:CD2 1:N:287:ARG:NH1 2.89 0.41
1:F:228: TRP:O 1:K:400:PRO:HA 2.20 0.41
1:A:402:GLN:HG3 1:M:227:ASN:OD1 2.20 0.41
1:N:441:GLN:O 1:N:465:ARG:HD2 2.20 0.41
1:0:475:PRO:HA 1:T:519:ASN:CB 2.46 0.41
1:0:517:ILE:HG22 1:0:518:ILE:N 2.36 0.41
1:0:603:PRO:O 1:T:634:LEU:HD11 2.21 0.41
1:1:441:GLN:HG2 1:P:359:HIS:HD2 1.85 0.41
1:P:441:GLN:O 1:P:465:ARG:HD2 2.21 0.41
1:P:712:ASP:HB3 1:P:724:PRO:HG2 2.02 0.41
1:R:318:ASN:HB2 1:R:678:GLN:OE1 2.21 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:289:HIS:CG 1:A:365:PRO:HB3 2.56 0.41
1:A:491:LYS:HG3 1:A:533:LYS:O 2.21 0.41
1:D:377:GLY:O 1:E:437:PRO:HD2 2.21 0.41
1:E:288:PHE:CD2 1:E:618:ILE:HG12 2.55 0.41
1:F:230:CYS:HA 1:F:242: THR:O 2.21 0.41
1:F:287:ARG:NH1 1:P:442: TYR:CE2 2.88 0.41
1:G:289:HIS:CG 1:G:365:PRO:HB3 2.56 0.41
1:G:373:ILE:HA 1:G:374:PRO:HD3 1.96 0.41
1:G:491:LYS:HG3 1:G:533:LYS:O 2.21 0.41
1:H:366:PHE:HA 1:H:367:PRO:HD3 1.88 0.41
1:K:417:GLU:OE2 1:K:641:LYS:N 2.54 0.41
1:K:451:ASN:CB 1:K:460:ASP:HB3 2.47 0.41
1:K:623:PRO:HB2 1:R:606:VAL:HG11 2.02 0.41
1:P:272:HIS:CE1 1:P:385:SER:HG 2.34 0.41
1:Q:249:LEU:HG 1:Q:651:ASN:ND2 2.36 0.41
1:Q:457:GLN:HE21 | 1:Q:457:GLN:HB2 1.71 0.41
1:R:517:1ILE:HG22 1:R:518:ILE:N 2.36 0.41
1:T:249:.LEU:HG 1:T:651:ASN:ND2 2.36 0.41
1:A:267:ALA:O 1:A:268:SER:HB3 2.22 0.40
1:B:289:HIS:CG 1:B:365:PRO:HB3 2.56 0.40
1:F:441:GLN:HE22 1:F:474:GLN:HB3 1.85 0.40
1:F:694:ARG:NH2 1:F:696:ASN:OD1 2.54 0.40
1:G:435:MET:HG2 1:G:474:GLN:OE1 2.21 0.40
1:H:435:MET:HG2 1:H:474:GLN:OE1 2.21 0.40
1:F:442: TYR:CD2 1:1:287:ARG:NH1 2.90 0.40
1:K:694:ARG:NH2 1:K:696:ASN:OD1 2.54 0.40
1:1:435:MET:HG2 1:1:474:GLN:OE1 2.21 0.40
1:L:517:ILE:HG22 1:L:518:ILE:N 2.35 0.40
1:N:289:HIS:CG 1:N:365:PRO:HB3 2.56 0.40
1:H:584:LEU:C 1:N:487:GLN:HE22 2.24 0.40
1:1:584:LEU:C 1:P:487:GLN:HE22 2.25 0.40
1:Q:288:PHE:CD2 1:Q:618:1LE:HG12 2.55 0.40
1:A:322:LYS:NZ 1:G:654:VAL:HG11 2.37 0.40
1:B:287:ARG:NH1 1:G:442:TYR:CD2 2.89 0.40
1:D:388:VAL:HG12 1:1:705: TYR:O 2.20 0.40
1:D:318:ASN:HB2 1:D:678:GLN:OE1 2.22 0.40
1:E:269:ASN:HA 1:E:272:HIS:HD2 1.80 0.40
1:E:435:MET:HG2 1:E:474:GLN:OE1 2.22 0.40
1:E:441:GLN:O 1:E:465:ARG:HD2 2.21 0.40
1:E:498:ASN:CG 1:E:499:SER:H 2.25 0.40
1:F:318:ASN:HB2 1:F:678:GLN:OE1 2.22 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:B:287:ARG:NH1 1:G:442:TYR:CE2 2.89 0.40
1:H:590:ASP:CB 1:H:591:PRO:HA 2.46 0.40
1:1:265: THR:C 1:1:267:ALA:H 2.23 0.40
1:1:318:ASN:HB2 1:1:678:GLN:OE1 2.21 0.40
1:1:712:ASP:HB3 1:I:724:PRO:HG2 2.03 0.40
1:J:257'TYR:CD1 1:L:366:PHE:CE2 3.09 0.40
1:J:363:LEU:HA 1:J:364:PRO:HD3 1.94 0.40
1:J:441:GLN:O 1:J:465:ARG:HD2 2.21 0.40
1:F:227:ASN:OD1 1:K:402:GLN:HG3 2.22 0.40
1:N:435:MET:HG2 1:N:474:GLN:OE1 2.21 0.40
1:N:442:TYR:CE2 1:Q:287:ARG:NH1 2.90 0.40
1:N:441:GLN:HE22 | 1:N:474:GLN:HB3 1.85 0.40
1:H:654:VAL:HG11 1:0:322:LYS:HZ1 1.86 0.40
1:P:267:ALA:O 1:P:268:SER:HB3 2.21 0.40
1:1:603:PRO:O 1:P:634:LEU:HD11 2.21 0.40
1:R:322:LYS:O 1:R:673:GLN:HB2 2.22 0.40
1. K:517ILE:HG13 | 1:R:473:VAL:HG12 2.03 0.40
1:T:712:ASP:HB3 1:T:724:PRO:HG2 2.02 0.40
1:B:705:TYR:O 1:C:388:VAL:HG12 2.21 0.40
1:A:228:TRP:O 1:G:400:PRO:HA 2.21 0.40
1:H:267:ALA:O 1:H:268:SER:HB3 2.21 0.40
1:H:289:HIS:CG 1:H:365:PRO:HB3 2.57 0.40
1:H:498:ASN:CG 1:H:499:SER:H 2.25 0.40
1:K:318:ASN:HB2 1:K:678:GLN:OFE1 2.22 0.40
1:K:712:ASP:HB3 1:K:724:PRO:HG2 2.03 0.40
1:L:272:HIS:ND1 1:L:385:SER:OG 2.44 0.40
1:M:380: THR:OG1 1:M:381:LEU:N 2.55 0.40
1:H:691:ASN:ND2 1:N:350:GLN:HE21 2.19 0.40
1:N:491:LYS:HG3 1:N:533:LYS:O 2.20 0.40
1:P:289:HIS:CG 1:P:365:PRO:HB3 2.56 0.40
1:Q:441:GLN:HE22 | 1:QQ:474:GLN:HB3 1.85 0.40
1:R:364:PRO:HA 1:R:365:PRO:HD2 1.96 0.40
1:S:441:GLN:O 1:S:465:ARG:HD2 2.21 0.40
1:5:564:GLU:O 1:S:567:LYS:HG3 2.21 0.40
1:T:694:ARG:NH2 1:T:696:ASN:OD1 2.54 0.40
1:A:553: THR:HG23 1:A:557:ASN:CB 2.49 0.40
1:B:228: TRP:O 1:C:400:PRO:HA 2.20 0.40
1:C:289:HIS:CG 1:C:365:PRO:HB3 2.57 0.40
1:C:272:HIS:CE1 1:C:385:SER:HG 2.37 0.40
1:D:275:GLY:HA3 1:D:379:LEU:HD23 2.04 0.40
1:D:564:GLU:O 1:D:567:LYS:HG3 2.22 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:249:LEU:HG 1:E:651:ASN:ND2 2.37 0.40
1:E:289:HIS:CG 1:E:365:PRO:HB3 2.57 0.40
1:F:428:SER:OG 1:F:733: THR:HB 2.22 0.40
1:F:603:PRO:HD3 1:1:482:PRO:HG2 2.03 0.40
1:H:564:GLU:O 1:H:567:LYS:HG3 2.21 0.40
1:H:582:VAL:HG13 1:N:597:HIS:NE2 2.35 0.40
1:K:289:HIS:CG 1:K:365:PRO:HB3 2.56 0.40
1:M:289:HIS:CG 1:M:365:PRO:HB3 2.57 0.40
1:M:564:GLU:O 1:M:567:LYS:HG3 2.21 0.40
1:0:288:PHE:CD2 1:0:618:ILE:HG12 2.56 0.40
1:0:417:GLU:OE2 1:0:641:LYS:N 2.54 0.40
1:0:590:ASP:CB 1:0:591:PRO:HA 2.47 0.40
1:QQ:318:ASN:HB2 1:Q:678:GLN:OE1 2.22 0.40
1:Q:517:ILE:HG22 1:Q:518:ILE:N 2.36 0.40
1:S:483:CYS:HB2 1:S:571:PRO:HG3 2.02 0.40
1:S:694:ARG:NH2 1:S5:696:ASN:OD1 2.55 0.40
1:B:553: THR:HG23 1:B:557:ASN:CB 2.50 0.40
1:C:712:ASP:HB3 1:C:724:PRO:HG2 2.03 0.40
1:D:435:-MET:HG2 1:D:474:GLN:OE1 2.21 0.40
1:E:363:LEU:HA 1:E:364:PRO:HD3 1.94 0.40
1:F:249:LEU:HG 1:F:651:ASN:ND2 2.37 0.40
1:F:287:ARG:NH1 1:P:442:TYR:CD2 2.89 0.40
1:F:498:ASN:CG 1:F:499:SER:H 2.25 0.40
1:G:278:THR:HA 1:G:279:PRO:HD3 1.90 0.40
1:B:488:ARG:NH2 | 1:G:584:LEU:HD13 2.36 0.40
1:H:428:SER:OG 1:H:733: THR:HB 2.22 0.40
1:E:698:GLU:N 1:1:298:GLN:HE22 2.02 0.40
1:1:553: THR:HG23 1:1:557:ASN:CB 2.49 0.40
1:J:564:GLU:O 1:J:567:LYS:HG3 2.22 0.40
1:1:694:ARG:NH?2 1:1:696:ASN:OD1 2.54 0.40
1:0:364:PRO:HA 1:0:365:PRO:HD2 1.96 0.40
1:Q:435:MET:HG2 | 1:Q:474:GLN:OE1 2.22 0.40
1:R:267:ALA:O 1:R:268:SER:HB3 2.22 0.40
1:S:269:ASN:HA 1:S:272:HIS:HD2 1.80 0.40

All (15) symmetry-related close contacts are listed below. The label for Atom-2 includes the
symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:1:454:GLY:O 1:0:668:ALA:O[3_545] 1.88 0.32
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:M:453:SER:OG | 1:R:326:THR:OG1[4_455] 1.94 0.26
1:G:626:ASP:OD1 | 1:M:423:SER:OG|2_555] 2.07 0.13
1:B:423:SER:OG | 1:M:626:ASP:OD1[2_ 555] 2.09 0.11
1:M:452:GLN:O 1:R:329:GLY:CA[4 455 2.10 0.10
1:E:626:ASP:OD1 | 1:S:423:SER:OGJ[2_555] 2.11 0.09
1:A:423:SER:OG | 1:A:626:ASP:OD1[2_555] 2.11 0.09
1:L:423:SER:OG | 1:R:626:ASP:OD1[2_555] 2.13 0.07
1:D:423:SER:OG | 1:5:626:ASP:OD1[2_555] 2.13 0.07
1:K:423:SER:OG | 1:1.:626:ASP:OD1[3_555] 2.14 0.06
1:B:588:SER:O | 1:M:497:ASN:ND2[2 _555] 2.15 0.05
1:J:608:GLN:NE2 | 1:J:626:ASP:OD1[3_555] 2.15 0.05
1:C:423:SER:OG | 1:0:626:ASP:OD1[2_555] 2.16 0.04
1:C:626:ASP:OD1 | 1:T:423:SER:OG[2_555] 2.17 0.03
1:J:449:THR:N | 1:J:500:ASN:OD1[3_555] 2.19 0.01

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

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

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 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 B 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 C 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 D 514/516 (100%) 437 (85%) 57 (11%) 20 (4%) 16
1 E 514/516 (100%) 438 (85%) 55 (11%) 21 (4%) 15
1 F 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 G 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 H 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 I 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 J 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 K 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 L 514/516 (100%) 437 (85%) 57 (11%) 20 (4%) 16
1 M 514/516 (100%) 437 (85%) 57 (11%) 20 (4%) 16
1 N 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 O 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 P 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 Q 514/516 (100%) 438 (85%) 55 (11%) 21 (4%) 15
1 R 514/516 (100%) 437 (85%) 57 (11%) 20 (4%) 16
1 S 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16
1 T 514/516 (100%) 438 (85%) 56 (11%) 20 (4%) 16

All All 10280/10320 (100%) | 8756 (85%) | 1122 (11%) | 402 (4%) 16

All (402) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 358 ALA
1 A 519 ASN
1 A 531 LYS
1 A 552 ASN
1 A 586 SER
1 A 591 PRO
1 B 358 ALA
1 B 519 ASN
1 B 531 LYS
1 B 552 ASN
1 B 586 SER
1 B 591 PRO
1 C 358 ALA
1 C 519 ASN
1 C 531 LYS
1 C 552 ASN
1 C 586 SER
1 C 591 PRO
1 D 358 ALA
1 D 519 ASN
1 D 531 LYS
1 D 552 ASN
1 D 586 SER
1 D 591 PRO
1 E 358 ALA
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Mol | Chain | Res | Type
1 E 519 ASN
1 E 531 LYS
1 E 552 ASN
1 E 586 SER
1 E 591 PRO
1 F 358 ALA
1 F 519 ASN
1 F 531 LYS
1 F 552 ASN
1 F 586 SER
1 F 591 PRO
1 G 358 ALA
1 G 519 ASN
1 G 531 LYS
1 G 552 ASN
1 G 586 SER
1 G 591 PRO
1 H 358 ALA
1 H 519 ASN
1 H 531 LYS
1 H 552 ASN
1 H 586 SER
1 H 591 PRO
1 I 358 ALA
1 I 519 ASN
1 I 531 LYS
1 I 552 ASN
1 I 586 SER
1 I 591 PRO
1 J 358 ALA
1 J 519 ASN
1 J 531 LYS
1 J 552 ASN
1 J 586 SER
1 J 591 PRO
1 K 358 ALA
1 K 519 ASN
1 K 531 LYS
1 K 552 ASN
1 K 586 SER
1 K 591 PRO
1 L 358 ALA
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Mol | Chain | Res | Type
1 L 519 ASN
1 L 531 LYS
1 L 552 ASN
1 L 586 SER
1 L 591 PRO
1 M 358 ALA
1 M 519 ASN
1 M 531 LYS
1 M 552 ASN
1 M 586 SER
1 M 591 PRO
1 N 358 ALA
1 N 519 ASN
1 N 531 LYS
1 N 552 ASN
1 N 586 SER
1 N 591 PRO
1 O 358 ALA
1 O 519 ASN
1 O 531 LYS
1 O 552 ASN
1 O 586 SER
1 O 591 PRO
1 P 358 ALA
1 P 519 ASN
1 P 531 LYS
1 P 552 ASN
1 P 586 SER
1 P 591 PRO
1 Q 358 ALA
1 Q 519 ASN
1 Q 531 LYS
1 Q 552 ASN
1 Q 586 SER
1 Q 591 PRO
1 R 358 ALA
1 R 519 ASN
1 R 531 LYS
1 R 552 ASN
1 R 586 SER
1 R 591 PRO
1 S 358 ALA
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Mol | Chain | Res | Type
1 S 519 ASN
1 S 531 LYS
1 S 552 ASN
1 S 586 SER
1 S 591 PRO
1 T 358 ALA
1 T 519 ASN
1 T 531 LYS
1 T 552 ASN
1 T 586 SER
1 T 591 PRO
1 A 453 SER
1 A 523 ALA
1 A 553 THR
1 A 592 ALA
1 B 453 SER
1 B 523 ALA
1 B 553 THR
1 B 592 ALA
1 C 453 SER
1 C 523 ALA
1 C 553 THR
1 C 592 ALA
1 D 453 SER
1 D 523 ALA
1 D 553 THR
1 D 592 ALA
1 E 453 SER
1 E 523 ALA
1 E 553 THR
1 E 592 ALA
1 F 453 SER
1 F 523 ALA
1 F 553 THR
1 F 592 ALA
1 G 453 SER
1 G 523 ALA
1 G 553 THR
1 G 592 ALA
1 H 453 SER
1 H 523 ALA
1 H 553 THR
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Mol | Chain | Res | Type
1 H 592 ALA
1 I 453 SER
1 I 523 ALA
1 I 553 THR
1 I 592 ALA
1 J 453 SER
1 J 523 ALA
1 J 553 THR
1 J 592 ALA
1 K 453 SER
1 K 523 ALA
1 K 553 THR
1 K 592 ALA
1 L 453 SER
1 L 523 ALA
1 L 553 THR
1 L 592 ALA
1 M 236 GLY
1 M 453 SER
1 M 523 ALA
1 M 553 THR
1 M 592 ALA
1 N 453 SER
1 N 523 ALA
1 N 553 THR
1 N 592 ALA
1 O 453 SER
1 O 523 ALA
1 O 553 THR
1 O 592 ALA
1 P 453 SER
1 P 523 ALA
1 P 553 THR
1 P 592 ALA
1 Q 453 SER
1 Q 523 ALA
1 Q 553 THR
1 Q 592 ALA
1 R 453 SER
1 R 523 ALA
1 R 553 THR
1 R 592 ALA
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Mol | Chain | Res | Type
1 S 453 SER
1 S 523 ALA
1 S 553 THR
1 S 592 ALA
1 T 453 SER
1 T 523 ALA
1 T 553 THR
1 T 592 ALA
1 A 236 GLY
1 A 589 THR
1 B 236 GLY
1 B 589 THR
1 C 236 GLY
1 C 589 THR
1 D 236 GLY
1 D 589 THR
1 E 236 GLY
1 E 589 THR
1 F 236 GLY
1 F 589 THR
1 G 236 GLY
1 G 589 THR
1 H 236 GLY
1 H 589 THR
1 I 236 GLY
1 I 589 THR
1 J 236 GLY
1 J 589 THR
1 K 236 GLY
1 K 589 THR
1 L 236 GLY
1 L 589 THR
1 M 589 THR
1 N 236 GLY
1 N 589 THR
1 O 236 GLY
1 O 589 THR
1 P 236 GLY
1 P 589 THR
1 Q 236 GLY
1 Q 589 THR
1 R 236 GLY
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Mol | Chain | Res | Type
1 R 589 THR
1 S 236 GLY
1 S 589 THR
1 T 236 GLY
1 T 589 THR
1 A 451 ASN
1 A 546 GLU
1 A 602 LEU
1 A 631 PRO
1 A 659 PRO
1 B 451 ASN
1 B 546 GLU
1 B 602 LEU
1 B 631 PRO
1 B 659 PRO
1 C 451 ASN
1 C 546 GLU
1 C 602 LEU
1 C 631 PRO
1 C 659 PRO
1 D 451 ASN
1 D 520 PRO
1 D 546 GLU
1 D 602 LEU
1 D 631 PRO
1 D 659 PRO
1 E 451 ASN
1 E 546 GLU
1 E 602 LEU
1 E 631 PRO
1 E 659 PRO
1 F 451 ASN
1 F 546 GLU
1 F 602 LEU
1 F 631 PRO
1 F 659 PRO
1 G 451 ASN
1 G 546 GLU
1 G 602 LEU
1 G 631 PRO
1 G 659 PRO
1 H 451 ASN
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Mol | Chain | Res | Type
1 H 546 GLU
1 H 602 LEU
1 H 631 PRO
1 H 659 PRO
1 I 451 ASN
1 I 546 GLU
1 I 602 LEU
1 I 631 PRO
1 I 659 PRO
1 J 451 ASN
1 J 546 GLU
1 J 602 LEU
1 J 631 PRO
1 J 659 PRO
1 K 451 ASN
1 K 546 GLU
1 K 602 LEU
1 K 631 PRO
1 K 659 PRO
1 L 451 ASN
1 L 546 GLU
1 L 602 LEU
1 L 631 PRO
1 L 659 PRO
1 M 451 ASN
1 M 546 GLU
1 M 602 LEU
1 M 631 PRO
1 M 659 PRO
1 N 451 ASN
1 N 546 GLU
1 N 602 LEU
1 N 631 PRO
1 N 659 PRO
1 O 451 ASN
1 O 546 GLU
1 O 602 LEU
1 O 631 PRO
1 O 659 PRO
1 P 451 ASN
1 P 546 GLU
1 P 602 LEU
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Mol | Chain | Res | Type
1 P 631 PRO
1 P 659 PRO
1 Q 451 ASN
1 Q 546 GLU
1 Q 602 LEU
1 Q 631 PRO
1 Q 659 PRO
1 R 451 ASN
1 R 546 GLU
1 R 602 LEU
1 R 631 PRO
1 R 659 PRO
1 S 451 ASN
1 S 546 GLU
1 S 602 LEU
1 S 631 PRO
1 S 659 PRO
1 T 451 ASN
1 T 546 GLU
1 T 602 LEU
1 T 631 PRO
1 T 659 PRO
1 A 520 PRO
1 A 565 GLU
1 B 520 PRO
1 B 565 GLU
1 C 520 PRO
1 C 565 GLU
1 D 565 GLU
1 E 520 PRO
1 E 565 GLU
1 F 520 PRO
1 F 565 GLU
1 G 520 PRO
1 G 565 GLU
1 H 520 PRO
1 H 565 GLU
1 I 520 PRO
1 I 565 GLU
1 J 520 PRO
1 J 565 GLU
1 K 520 PRO
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Mol | Chain | Res | Type
1 K 565 GLU
1 L 520 PRO
1 L 565 GLU
1 M 520 PRO
1 M 565 GLU
1 N 520 PRO
1 N 565 GLU
1 O 520 PRO
1 O 565 GLU
1 P 520 PRO
1 P 565 GLU
1 Q 520 PRO
1 Q 565 GLU
1 R 520 PRO
1 R 565 GLU
1 S 520 PRO
1 S 565 GLU
1 T 520 PRO
1 T 565 GLU
1 A 268 SER
1 B 268 SER
1 C 268 SER
1 D 268 SER
1 E 268 SER
1 E 601 ALA
1 F 268 SER
1 G 268 SER
1 H 268 SER
1 I 268 SER
1 J 268 SER
1 K 268 SER
1 L 268 SER
1 M 268 SER
1 N 268 SER
1 O 268 SER
1 P 268 SER
1 Q 268 SER
1 Q 601 ALA
1 R 268 SER
1 S 268 SER
1 T 268 SER
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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 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 B 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 C 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 D 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 E 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 F 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 G 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 H 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 I 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 J 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 K 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 L 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 M 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 N 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 O 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 P 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 Q 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 R 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 S 451/451 (100%) 432 (96%) | 19 (4%) 30 65
1 T 451/451 (100%) 432 (96%) | 19 (4%) 30 65

All All 9020/9020 (100%) | 8640 (96%) | 380 (4%) 30 65

All (380) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 289 HIS

1 A 295 ARG
1 A 323 GLU

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

Mol | Chain | Res | Type
1 A 388 VAL
1 A 418 ASP
1 A 435 MET
1 A 476 LYS
1 A 508 LYS
1 A 519 ASN
1 A 593 THR
1 A 614 LEU
1 A 615 GLN
1 A 628 HIS
1 A 634 LEU
1 A 635 MET
1 A 657 ASN
1 A 690 GLU
1 A v ASN
1 A 725 ARG
1 B 289 HIS
1 B 295 ARG
1 B 323 GLU
1 B 388 VAL
1 B 418 ASP
1 B 435 MET
1 B 476 LYS
1 B 508 LYS
1 B 519 ASN
1 B 593 THR
1 B 614 LEU
1 B 615 GLN
1 B 628 HIS
1 B 634 LEU
1 B 635 MET
1 B 657 ASN
1 B 690 GLU
1 B 77 ASN
1 B 725 ARG
1 C 289 HIS
1 C 295 ARG
1 C 323 GLU
1 C 388 VAL
1 C 418 ASP
1 C 435 MET
1 C 476 LYS

Continued on next page...
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Mol | Chain | Res | Type
1 C 508 LYS
1 C 519 ASN
1 C 593 THR
1 C 614 LEU
1 C 615 GLN
1 C 628 HIS
1 C 634 LEU
1 C 635 MET
1 C 657 ASN
1 C 690 GLU
1 C 717 ASN
1 C 725 ARG
1 D 289 HIS
1 D 295 ARG
1 D 323 GLU
1 D 388 VAL
1 D 418 ASP
1 D 435 MET
1 D 476 LYS
1 D 508 LYS
1 D 519 ASN
1 D 593 THR
1 D 614 LEU
1 D 615 GLN
1 D 628 HIS
1 D 634 LEU
1 D 635 MET
1 D 657 ASN
1 D 690 GLU
1 D 717 ASN
1 D 725 ARG
1 E 289 HIS
1 E 295 ARG
1 E 323 GLU
1 E 388 VAL
1 E 418 ASP
1 E 435 MET
1 E 476 LYS
1 E 508 LYS
1 E 519 ASN
1 E 593 THR
1 E 614 LEU

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

Mol | Chain | Res | Type
1 E 615 GLN
1 E 628 HIS
1 E 634 LEU
1 E 635 MET
1 E 657 ASN
1 E 690 GLU
1 E 7 ASN
1 E 725 ARG
1 F 289 HIS
1 F 295 ARG
1 F 323 GLU
1 F 388 VAL
1 F 418 ASP
1 F 435 MET
1 F 476 LYS
1 F 508 LYS
1 F 519 ASN
1 F 593 THR
1 F 614 LEU
1 F 615 GLN
1 F 628 HIS
1 F 634 LEU
1 F 635 MET
1 F 657 ASN
1 F 690 GLU
1 F 77 ASN
1 F 725 ARG
1 G 289 HIS
1 G 295 ARG
1 G 323 GLU
1 G 388 VAL
1 G 418 ASP
1 G 435 MET
1 G 476 LYS
1 G 508 LYS
1 G 519 ASN
1 G 593 THR
1 G 614 LEU
1 G 615 GLN
1 G 628 HIS
1 G 634 LEU
1 G 635 MET

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

Mol | Chain | Res | Type
1 G 657 ASN
1 G 690 GLU
1 G 717 ASN
1 G 725 ARG
1 H 289 HIS
1 H 295 ARG
1 H 323 GLU
1 H 388 VAL
1 H 418 ASP
1 H 435 MET
1 H 476 LYS
1 H 508 LYS
1 H 519 ASN
1 H 593 THR
1 H 614 LEU
1 H 615 GLN
1 H 628 HIS
1 H 634 LEU
1 H 635 MET
1 H 657 ASN
1 H 690 GLU
1 H v ASN
1 H 725 ARG
1 I 289 HIS
1 I 295 ARG
1 I 323 GLU
1 I 388 VAL
1 I 418 ASP
1 I 435 MET
1 I 476 LYS
1 I 508 LYS
1 I 519 ASN
1 I 593 THR
1 I 614 LEU
1 I 615 GLN
1 I 628 HIS
1 I 634 LEU
1 I 635 MET
1 I 657 ASN
1 I 690 GLU
1 I 717 ASN
1 I 725 ARG

Continued on next page...
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Mol | Chain | Res | Type
1 J 289 HIS
1 J 295 ARG
1 J 323 GLU
1 J 388 VAL
1 J 418 ASP
1 J 435 MET
1 J 476 LYS
1 J 508 LYS
1 J 519 ASN
1 J 593 THR
1 J 614 LEU
1 J 615 GLN
1 J 628 HIS
1 J 634 LEU
1 J 635 MET
1 J 657 ASN
1 J 690 GLU
1 J 717 ASN
1 J 725 ARG
1 K 289 HIS
1 K 295 ARG
1 K 323 GLU
1 K 388 VAL
1 K 418 ASP
1 K 435 MET
1 K 476 LYS
1 K 508 LYS
1 K 519 ASN
1 K 593 THR
1 K 614 LEU
1 K 615 GLN
1 K 628 HIS
1 K 634 LEU
1 K 635 MET
1 K 657 ASN
1 K 690 GLU
1 K 717 ASN
1 K 725 ARG
1 L 289 HIS
1 L 295 ARG
1 L 323 GLU
1 L 388 VAL

Continued on next page...
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Mol | Chain | Res | Type
1 L 418 ASP
1 L 435 MET
1 L 476 LYS
1 L 508 LYS
1 L 519 ASN
1 L 593 THR
1 L 614 LEU
1 L 615 GLN
1 L 628 HIS
1 L 634 LEU
1 L 635 MET
1 L 657 ASN
1 L 690 GLU
1 L 77 ASN
1 L 725 ARG
1 M 289 HIS
1 M 295 ARG
1 M 323 GLU
1 M 388 VAL
1 M 418 ASP
1 M 435 MET
1 M 476 LYS
1 M 508 LYS
1 M 519 ASN
1 M 593 THR
1 M 614 LEU
1 M 615 GLN
1 M 628 HIS
1 M 634 LEU
1 M 635 MET
1 M 657 ASN
1 M 690 GLU
1 M 7 ASN
1 M 725 ARG
1 N 289 HIS
1 N 295 ARG
1 N 323 GLU
1 N 388 VAL
1 N 418 ASP
1 N 435 MET
1 N 476 LYS
1 N 508 LYS

Continued on next page...
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Mol | Chain | Res | Type
1 N 519 ASN
1 N 593 THR
1 N 614 LEU
1 N 615 GLN
1 N 628 HIS
1 N 634 LEU
1 N 635 MET
1 N 657 ASN
1 N 690 GLU
1 N 717 ASN
1 N 725 ARG
1 O 289 HIS
1 O 295 ARG
1 O 323 GLU
1 O 388 VAL
1 O 418 ASP
1 O 435 MET
1 O 476 LYS
1 O 508 LYS
1 O 519 ASN
1 O 593 THR
1 O 614 LEU
1 O 615 GLN
1 O 628 HIS
1 O 634 LEU
1 O 635 MET
1 O 657 ASN
1 O 690 GLU
1 O 717 ASN
1 O 725 ARG
1 P 289 HIS
1 P 295 ARG
1 P 323 GLU
1 P 388 VAL
1 P 418 ASP
1 P 435 MET
1 P 476 LYS
1 P 508 LYS
1 P 519 ASN
1 P 593 THR
1 P 614 LEU
1 P 615 GLN

Continued on next page...



Page 111

Full wwPDB X-ray Structure Validation Report

3SHM

Continued from previous page...

Mol | Chain | Res | Type
1 P 628 HIS
1 P 634 LEU
1 P 635 MET
1 P 657 ASN
1 P 690 GLU
1 P 77 ASN
1 P 725 ARG
1 Q 289 HIS
1 Q 295 ARG
1 Q 323 GLU
1 Q 388 VAL
1 Q 418 ASP
1 Q 435 MET
1 Q 476 LYS
1 Q 508 LYS
1 Q 519 ASN
1 Q 593 THR
1 Q 614 LEU
1 Q 615 GLN
1 Q 628 HIS
1 Q 634 LEU
1 Q 635 MET
1 Q 657 ASN
1 Q 690 GLU
1 Q 717 ASN
1 Q 725 ARG
1 R 289 HIS
1 R 295 ARG
1 R 323 GLU
1 R 388 VAL
1 R 418 ASP
1 R 435 MET
1 R 476 LYS
1 R 508 LYS
1 R 519 ASN
1 R 593 THR
1 R 614 LEU
1 R 615 GLN
1 R 628 HIS
1 R 634 LEU
1 R 635 MET
1 R 657 ASN

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

Mol | Chain | Res | Type
1 R 690 GLU
1 R 717 ASN
1 R 725 ARG
1 S 289 HIS
1 S 295 ARG
1 S 323 GLU
1 S 388 VAL
1 S 418 ASP
1 S 435 MET
1 S 476 LYS
1 S 508 LYS
1 S 519 ASN
1 S 593 THR
1 S 614 LEU
1 S 615 GLN
1 S 628 HIS
1 S 634 LEU
1 S 635 MET
1 S 657 ASN
1 S 690 GLU
1 S 717 ASN
1 S 725 ARG
1 T 289 HIS
1 T 295 ARG
1 T 323 GLU
1 T 388 VAL
1 T 418 ASP
1 T 435 MET
1 T 476 LYS
1 T 508 LYS
1 T 519 ASN
1 T 593 THR
1 T 614 LEU
1 T 615 GLN
1 T 628 HIS
1 T 634 LEU
1 T 635 MET
1 T 657 ASN
1 T 690 GLU
1 T 7 ASN
1 T 725 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (464) such

WO RLDWIDE
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sidechains are listed below:

Mol | Chain | Res | Type
1 A 223 ASN
1 A 253 ASN
1 A 291 HIS
1 A 298 GLN
1 A 302 ASN
1 A 327 ASN
1 A 335 ASN
1 A 336 ASN
1 A 375 GLN
1 A 429 GLN
1 A 452 GLN
1 A 457 GLN
1 A 519 ASN
1 A 628 HIS
1 A 642 HIS
1 A 646 GLN
1 A 651 ASN
1 A 657 ASN
1 A 688 GLN
1 A 691 ASN
1 B 223 ASN
1 B 253 ASN
1 B 291 HIS
1 B 298 GLN
1 B 302 ASN
1 B 327 ASN
1 B 335 ASN
1 B 336 ASN
1 B 399 HIS
1 B 375 GLN
1 B 429 GLN
1 B 452 GLN
1 B 457 GLN
1 B 487 GLN
1 B 519 ASN
1 B 624 HIS
1 B 628 HIS
1 B 642 HIS
1 B 646 GLN
1 B 651 ASN
1 B 657 ASN
1 B 688 GLN

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

Mol | Chain | Res | Type
1 B 691 ASN
1 C 223 ASN
1 C 253 ASN
1 C 291 HIS
1 C 298 GLN
1 C 302 ASN
1 C 327 ASN
1 C 335 ASN
1 C 336 ASN
1 C 342 GLN
1 C 375 GLN
1 C 429 GLN
1 C 452 GLN
1 C 457 GLN
1 C 519 ASN
1 C 628 HIS
1 C 642 HIS
1 C 646 GLN
1 C 651 ASN
1 C 657 ASN
1 C 688 GLN
1 D 223 ASN
1 D 253 ASN
1 D 291 HIS
1 D 298 GLN
1 D 302 ASN
1 D 313 ASN
1 D 327 ASN
1 D 335 ASN
1 D 336 ASN
1 D 359 HIS
1 D 375 GLN
1 D 429 GLN
1 D 452 GLN
1 D 457 GLN
1 D 487 GLN
1 D 519 ASN
1 D 624 HIS
1 D 628 HIS
1 D 642 HIS
1 D 646 GLN
1 D 651 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 D 657 ASN
1 D 688 GLN
1 D 691 ASN
1 E 223 ASN
1 E 253 ASN
1 E 291 HIS
1 E 298 GLN
1 E 302 ASN
1 E 327 ASN
1 E 335 ASN
1 E 336 ASN
1 E 375 GLN
1 E 450 GLN
1 E 452 GLN
1 E 457 GLN
1 E 519 ASN
1 E 585 GLN
1 E 608 GLN
1 E 628 HIS
1 E 642 HIS
1 E 646 GLN
1 E 651 ASN
1 E 657 ASN
1 E 688 GLN
1 E 691 ASN
1 E 696 ASN
1 F 223 ASN
1 F 253 ASN
1 F 298 GLN
1 F 302 ASN
1 F 313 ASN
1 F 327 ASN
1 F 335 ASN
1 F 336 ASN
1 F 342 GLN
1 F 359 HIS
1 F 375 GLN
1 F 450 GLN
1 F 452 GLN
1 F 457 GLN
1 F 487 GLN
1 F 519 ASN

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

Mol | Chain | Res | Type
1 F 585 GLN
1 F 608 GLN
1 F 624 HIS
1 F 628 HIS
1 F 642 HIS
1 F 646 GLN
1 F 651 ASN
1 F 657 ASN
1 F 688 GLN
1 F 691 ASN
1 F 696 ASN
1 G 223 ASN
1 G 253 ASN
1 G 298 GLN
1 G 302 ASN
1 G 327 ASN
1 G 335 ASN
1 G 336 ASN
1 G 342 GLN
1 G 375 GLN
1 G 450 GLN
1 G 452 GLN
1 G 457 GLN
1 G 519 ASN
1 G 585 GLN
1 G 608 GLN
1 G 628 HIS
1 G 642 HIS
1 G 646 GLN
1 G 651 ASN
1 G 657 ASN
1 G 688 GLN
1 G 691 ASN
1 G 696 ASN
1 H 223 ASN
1 H 253 ASN
1 H 298 GLN
1 H 302 ASN
1 H 327 ASN
1 H 335 ASN
1 H 336 ASN
1 H 342 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 H 359 HIS
1 H 375 GLN
1 H 450 GLN
1 H 452 GLN
1 H 457 GLN
1 H 487 GLN
1 H 519 ASN
1 H 585 GLN
1 H 608 GLN
1 H 624 HIS
1 H 628 HIS
1 H 642 HIS
1 H 646 GLN
1 H 651 ASN
1 H 657 ASN
1 H 688 GLN
1 H 691 ASN
1 H 696 ASN
1 I 223 ASN
1 I 253 ASN
1 I 254 ASN
1 I 298 GLN
1 I 302 ASN
1 I 313 ASN
1 I 327 ASN
1 I 335 ASN
1 I 336 ASN
1 I 342 GLN
1 I 359 HIS
1 I 375 GLN
1 I 450 GLN
1 I 452 GLN
1 I 457 GLN
1 I 487 GLN
1 I 519 ASN
1 I 585 GLN
1 I 608 GLN
1 I 624 HIS
1 I 628 HIS
1 I 642 HIS
1 I 646 GLN
1 I 651 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 I 657 ASN
1 I 688 GLN
1 I 691 ASN
1 I 696 ASN
1 J 253 ASN
1 J 298 GLN
1 J 302 ASN
1 J 313 ASN
1 J 327 ASN
1 J 335 ASN
1 J 342 GLN
1 J 375 GLN
1 J 429 GLN
1 J 452 GLN
1 J 457 GLN
1 J 519 ASN
1 J 628 HIS
1 J 642 HIS
1 J 646 GLN
1 J 657 ASN
1 J 688 GLN
1 K 223 ASN
1 K 253 ASN
1 K 298 GLN
1 K 302 ASN
1 K 313 ASN
1 K 327 ASN
1 K 335 ASN
1 K 336 ASN
1 K 342 GLN
1 K 359 HIS
1 K 375 GLN
1 K 429 GLN
1 K 452 GLN
1 K 457 GLN
1 K 487 GLN
1 K 519 ASN
1 K 624 HIS
1 K 628 HIS
1 K 642 HIS
1 K 646 GLN
1 K 651 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 K 657 ASN
1 K 688 GLN
1 K 691 ASN
1 L 223 ASN
1 L 253 ASN
1 L 291 HIS
1 L 298 GLN
1 L 302 ASN
1 L 313 ASN
1 L 327 ASN
1 L 335 ASN
1 L 336 ASN
1 L 342 GLN
1 L 375 GLN
1 L 429 GLN
1 L 452 GLN
1 L 457 GLN
1 L 519 ASN
1 L 628 HIS
1 L 642 HIS
1 L 646 GLN
1 L 651 ASN
1 L 657 ASN
1 L 688 GLN
1 L 691 ASN
1 M 223 ASN
1 M 253 ASN
1 M 298 GLN
1 M 302 ASN
1 M 313 ASN
1 M 327 ASN
1 M 335 ASN
1 M 336 ASN
1 M 375 GLN
1 M 429 GLN
1 M 452 GLN
1 M 457 GLN
1 M 519 ASN
1 M 628 HIS
1 M 642 HIS
1 M 646 GLN
1 M 657 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 M 688 GLN
1 M 691 ASN
1 N 223 ASN
1 N 253 ASN
1 N 298 GLN
1 N 302 ASN
1 N 327 ASN
1 N 335 ASN
1 N 336 ASN
1 N 342 GLN
1 N 359 HIS
1 N 375 GLN
1 N 450 GLN
1 N 452 GLN
1 N 457 GLN
1 N 487 GLN
1 N 519 ASN
1 N 585 GLN
1 N 608 GLN
1 N 624 HIS
1 N 628 HIS
1 N 642 HIS
1 N 646 GLN
1 N 651 ASN
1 N 657 ASN
1 N 688 GLN
1 N 691 ASN
1 N 696 ASN
1 O 223 ASN
1 O 253 ASN
1 O 291 HIS
1 O 298 GLN
1 O 302 ASN
1 O 313 ASN
1 O 327 ASN
1 O 335 ASN
1 O 336 ASN
1 O 342 GLN
1 O 375 GLN
1 O 450 GLN
1 O 452 GLN
1 O 457 GLN

Continued on next page...



Page 121

Full wwPDB X-ray Structure Validation Report

3SHM

Continued from previous page...

Mol | Chain | Res | Type
1 O 519 ASN
1 O 585 GLN
1 O 608 GLN
1 O 628 HIS
1 O 642 HIS
1 O 646 GLN
1 O 651 ASN
1 O 657 ASN
1 O 688 GLN
1 O 691 ASN
1 O 696 ASN
1 P 253 ASN
1 P 291 HIS
1 P 298 GLN
1 P 302 ASN
1 P 327 ASN
1 P 335 ASN
1 P 336 ASN
1 P 342 GLN
1 P 359 HIS
1 P 375 GLN
1 P 450 GLN
1 P 452 GLN
1 P 457 GLN
1 P 487 GLN
1 P 519 ASN
1 P 585 GLN
1 P 608 GLN
1 P 624 HIS
1 P 628 HIS
1 P 642 HIS
1 P 646 GLN
1 P 657 ASN
1 P 688 GLN
1 P 691 ASN
1 P 696 ASN
1 Q 223 ASN
1 Q 253 ASN
1 Q 298 GLN
1 Q 302 ASN
1 Q 327 ASN
1 Q 335 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 Q 336 ASN
1 Q 359 HIS
1 Q 375 GLN
1 Q 450 GLN
1 Q 452 GLN
1 Q 457 GLN
1 Q 487 GLN
1 Q 519 ASN
1 Q 585 GLN
1 Q 608 GLN
1 Q 624 HIS
1 Q 628 HIS
1 Q 642 HIS
1 Q 646 GLN
1 Q 651 ASN
1 Q 657 ASN
1 Q 688 GLN
1 Q 691 ASN
1 Q 696 ASN
1 R 223 ASN
1 R 253 ASN
1 R 298 GLN
1 R 302 ASN
1 R 327 ASN
1 R 335 ASN
1 R 336 ASN
1 R 342 GLN
1 R 375 GLN
1 R 450 GLN
1 R 452 GLN
1 R 457 GLN
1 R 519 ASN
1 R 585 GLN
1 R 608 GLN
1 R 628 HIS
1 R 642 HIS
1 R 646 GLN
1 R 651 ASN
1 R 657 ASN
1 R 688 GLN
1 R 691 ASN
1 R 696 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 S 223 ASN
1 S 253 ASN
1 S 291 HIS
1 S 298 GLN
1 S 302 ASN
1 S 327 ASN
1 S 335 ASN
1 S 336 ASN
1 S 342 GLN
1 S 375 GLN
1 S 429 GLN
1 S 452 GLN
1 S 457 GLN
1 S 519 ASN
1 S 628 HIS
1 S 642 HIS
1 S 646 GLN
1 S 651 ASN
1 S 657 ASN
1 S 688 GLN
1 T 223 ASN
1 T 253 ASN
1 T 291 HIS
1 T 298 GLN
1 T 302 ASN
1 T 327 ASN
1 T 335 ASN
1 T 336 ASN
1 T 342 GLN
1 T 359 HIS
1 T 375 GLN
1 T 429 GLN
1 T 452 GLN
1 T 457 GLN
1 T 487 GLN
1 T 519 ASN
1 T 624 HIS
1 T 628 HIS
1 T 642 HIS
1 T 646 GLN
1 T 651 ASN
1 T 657 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 T 688 GLN
1 T 691 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> OWAB(A?) | Q<0.9
1 A 516/516 (100%) 0.03 72,88, 112, 147 | 0
1 B 516/516 (100%) 0.08 71,87, 112, 144 | 0
1 C 516/516 (100%) 0.10 70, 87, 110, 145 0
1 D 516/516 (100%) 0.03 71,88, 112, 144 | 0
1 F 516/516 (100%) 0.02 71,87, 111, 148 | 0
1 F 516/516 (100%) 0.09 70, 87, 111, 147 0
1 G 516/516 (100%) 0.01 73, 87, 112, 145 0
1 H 516/516 (100%) 0.08 70, 86, 112, 145 0
1 I 516/516 (100%) 0.03 71,87, 112, 146 | 0
1 J 516/516 (100%) -0.03 73, 89, 112, 147 0
1 K 516/516 (100%) 0.05 70, 88, 113, 146 0
1 L 516/516 (100%) 0.00 73, 88, 112, 146 0
1 M 516/516 (100%) 0.03 70, 88, 112, 145 0
1 N 516/516 (100%) 0.05 71,87, 111, 147 | 0
1 O 516/516 (100%) 0.07 70, 87, 111, 147 0
1 P 516/516 (100%) 0.07 67, 86, 111, 146 0
1 Q 516/516 (100%) 0.08 70, 87, 111, 146 0
1 R 516/516 (100%) 20.00 72,88, 112, 146 | 0
1 S 516/516 (100%) 0.02 71,87, 111, 145 | 0
1 T 516/516 (100%) 0.09 72,87, 111, 145 | 0

All All 10320/10320 (100%) 0.04 67, 87, 112, 148 0

All (83) RSRZ outliers are listed below:
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Mol | Chain | Res | Type | RSRZ
1 A 671 | ILE 4.4
1 Q 490 | SER 4.0
1 J 446 | LEU 3.8
1 F 454 | GLY 3.5
1 C 606 | VAL 3.4
1 P 302 | ASN 3.4
1 K 452 | GLN 3.3
1 L 637 | GLY 3.1
1 J 336 | ASN 3.1
1 T 506 | ALA 3.1
1 G 222 | GLY 3.1
1 B 326 | THR 3.1
1 F 483 | CYS 3.0
1 G 392 | SER 2.9
1 N 482 | PRO 2.9
1 A 452 | GLN 2.8
1 F 541 | MET 2.8
1 F 461 | LEU 2.8
1 K 309 | PRO 2.8
1 R 319 | ILE 2.8
1 C 577 | PHE 2.6
1 C 483 | CYS 2.5
1 G 600 | GLY 2.5
1 Q 443 | LEU 2.5
1 B 673 | GLN 2.5
1 L 526 | SER 2.4
1 J 487 | GLN 2.4
1 N 736 | LEU 24
1 C 454 | GLY 24
1 F 560 | ILE 24
1 Q 572 | VAL 2.3
1 E 589 | THR 2.3
1 I 702 | THR 2.3
1 E 319 | ILE 2.3
1 A 484 | TYR 2.3
1 K 446 | LEU 2.3
1 M 589 | THR 2.3
1 C 372 | MET 2.3
1 L 687 | LEU 2.3
1 F 394 | TYR 2.3
1 B 363 | LEU 2.3
1 Q 342 | GLN 2.2
1 L 596 | VAL 2.2

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

Mol | Chain | Res | Type | RSRZ
1 E 483 | CYS 2.2
1 T 592 | ALA 2.2
1 T 542 | ILE 2.2
1 C 598 | VAL 2.2
1 B 248 | ALA 2.2
1 J 394 | TYR 2.1
1 P 681 | VAL 2.1
1 F 462 | LEU 2.1
1 M 255 | HIS 2.1
1 L 464 | SER 2.1
1 F 736 | LEU 2.1
1 J 395 | CYS 2.1
1 G 711 | VAL 2.1
1 M 479 | LEU 2.1
1 C 732 | LEU 2.1
1 H 479 | LEU 2.1
1 D 561 | THR 2.1
1 M 487 | GLN 2.1
1 E 520 | PRO 2.1
1 M 596 | VAL 2.1
1 I 699 | VAL 2.1
1 G 356 | GLY 2.1
1 J 637 | GLY 2.1
1 N 695 | TRP 2.1
1 G 456 | ALA 2.1
1 J 655 | PRO 2.1
1 A 222 | GLY 2.1
1 A 596 | VAL 2.0
1 S 380 | THR 2.0
1 A 431 | LEU 2.0
1 B 431 | LEU 2.0
1 O 404 | LEU 2.0
1 H 450 | GLN 2.0
1 O 727 | ILE 2.0
1 T 479 | LEU 2.0
1 T 675 | SER 2.0
1 T 240 | ILE 2.0
1 A 443 | LEU 2.0
1 J 338 | THR 2.0
1 T 341 | VAL 2.0
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6.2 Non-standard residues in protein, DNA, RNA chains (i)

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.
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