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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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https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
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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 7.00 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 I e 0.260

Clashscore | I 04
Ramachandran outliers IS [I N 0.8%

ol — 1.0%

0.1%

Sidechain outliers NN
RSRZ outliers NN

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 1004 (10.00-3.90)
Clashscore 141614 1069 (10.00-3.90)
Ramachandran outliers 138981 1002 (10.00-3.90)
Sidechain outliers 138945 1002 (10.00-3.86)
RSRZ outliers 127900 1004 (9.50-3.80)

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 725 49% 43% <%
1 B 725 48% 43% <%
1 C 725 47% 4% <%
1 D 725 50% 42% < 7%
1 D) 725 48% 43% . %
1 F 725 49% 43% . %

Continued on next page...
o
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 G 725 49% 2% BT
1 H 725 50% 1% T
1 I 725 49% 43% ST
1 J 725 50% 42% ST%
1 K 725 49% 43% ST%
1 725 49% 43% ST%
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 64536 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 Portal protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 673 E??aél 33067 91?\}7 1(%1 283 0 0 0
1 B 673 E??aél 33067 91?\}7 1(%1 283 0 0 0
1 ¢ 673 E??aél 33067 91?\}7 1(%1 283 0 0 0
1 b 673 E??aél 33067 91?\}7 10051 283 0 0 0
L] E 673 | s s o 10m 23 0 0 0
L] F 673 | g s o 10m 23 0 0 0
L] ¢ 673 | g s o3 10m 23 0 0 0
b H 673 | g s o7 10m 23 0 0 0
! ! 673 | g s o 10m 23 0 0 0
L] 675 | sa st v 101 28 0 0 0
| K 673 | sa st v 101 28 0 0 0
1| L 673 | ga st v 101 23 0 0 0



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Stretches of 2 or more

7%

43%

Full wwPDB X-ray Structure Validation Report

49%

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: Portal protein

Page 5
Chain A:

6.1

62V

LT

j£4cs

2Ts
124

810

STd

8€Td

9gTh
SETL

€eTd
ZTETY

0€cH

8cT

€CTA

j1q4cs
(44

812h

(43488

S0TN
v0Td

T0T4

661d

€671

Y8TM
€81D

9L71

YLIL

CLIH

0LTV
6910
891S

991a
SOTH

2918
TOIN
0918
6910

LSTI
99TA
GSTH

1S1S

LOWY

YOV

[4vi4 )

66€D
86€d

T6ER
06V

L8¢€b

® 98EL

v8e1
£8€a
T8€ED
T8€S
08eEN

LLEL
9.Lg¥
SLEN
bLel
€Le1
CTLER

99EN

€9€X
CTOEN

L9eY
9geI
g9eb
$9ed
€9ed
TSEM

0ged
6%ed
8veN

THEY

0%€I
6€€Q
8EEY
LEEN

SEES

€EEI

62€1
8TeY
LzEb

STea

8974
LSTW
9GHY
SSTL

€971
TSN

6%%d
8¥TA
V57429

iazd!
£%%a
14441

6ETN
8EVT
LEVD
9ETN

BEBL
€70
zehd
627h

9THN

i44 1

0ZHA

8T¥1
LIPL

NS

125414
0T¥%S

L9SH

S9SA
799D

0991
6991
89GL

969K

05§8b

L%9d
9%4L

6€97T

9891

0esd
6250
829Y
LZSW
928S
etdely]

€24s

0TSA

8141

4183

€794
218D
718y
0T8I

00SY

€199
c19b

6091

+

€09b

1650

G694
v63A
€691

165D
065h
6893

9891

$0LI

104

869H

S694

§.94

TLOA

1993
999¥
9994
%998
£99S
299h
199%
0998
6591

LG9KW
9G9N
SG9N

[4=i°k S

e Molecule 1: Portal protein

0691
6794

7%

43%
RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

48%

Chain B:


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

5JJ3

Full wwPDB X-ray Structure Validation Report

Page 6

TSTS

8¥%1d
PAAYS
ovTH
ShT1Y

[4°ta’s
T6cI
0sza
6%cH
8%TH

444

8€cd

9gzh
GETR

[434)
T€TL
0€zH

8Ty

GTTA

€TTA

1448
ozey

(414

v0cd
£0CN

T0C4d

€671

€810

9LTI

DLIL

0ON®OO N
© © © © © M~
LR R R
Saxna =

2918
TOTN
09718
6510d

9STA
GSTH

[4ia )

8ceyd
L2ED

gcea
veen
ETEL

T2eY
0zZeA

STEA
vied
€1e%
{45

0TEA
60€4

LOEM
90€d
S0€D
voed
€0€A

00€I
662d
86TI
L6CTH
96cd

v6cy
882y
1821
98ZA

£8CD

18CI
08TI

8.
LLTR
9LTh
S.cH

£LzY
zley
121
oLeh
692Y
8923

S9TH
¥oTI
€9cd
6SCV

962a

ASES

0T%S

€0%R
oAl

66€h
86€d
LBEA

Y6EN

T6€X
06€V

L8€h
98EL

78€1
£8ed
T8€DH
18€S
08eN

LLEL
9L€Yd
SLEN

€187
CTLER

99EN

€9€X
TOEW

6G€d

L9EY
9G€T
[efef=li]
paed
€g9ed
T9EM

0g€4d
6%€d
8YEN

TYEY

< 10 ~ oo
® M om0
M o M m o m
= v =< AaH

8G%Y
LGTNW
9G%Y
SGHL

+

€891
{447\

0S¥l
67%d
8vvA
LY%R

a4
£%¥%a
4441

6EN
8€Y'T
LEDD
9EN

YEVL
£E€¥%a
(452
6270
oTwN
8T¥%1
LI%L

9993

799D

299H

0991
6991

989K

1991
0gsb

L%9d
9%4GL

ThSL
1993

6€9T
8€9T

9€91

0esb
6zsb
82a)

9zss
Gzsh

€e8s
[44:1:S

0TSA

8TSL
LTSK
9190
STSd
P168
€194
c19d
T8
0161

008V

1292

6190
819D

€090

1650

S69d
$6SA
€691

98S9L

¥89d

T189A

LLSI
9491

TLSY

899N

0L

CTOLK
TOLY

Portal prote

6693
869H

9693

1,993
9994
9994
993
£99S

233
S8 e
e Molecule 1

LSOW
999N
S9N

1mn

7%

44%

47%

Chain C

695

969D

€GK

0GL

129
Lyl
9%s
S¥1
42
€90

oM
0%b

8EA
LEY

Se€d
ved

DO - M
N ®mmm
<X =a4d

LTY¥

STy

+
N
5]

2zTs
1141

81

STd
¥Td

01§

07TN

LETd
9ETS

veTa
€eTd
CETR
1€

8TT1
LTTd

jz4%)]
€TTA
[44 %]

0ZTd

8TTh
L113

IV
€111

TTTA

60TI
80TY

90TL

SETA

£ecd
(44 )
T€TL
0€TH

82Ty

E€TTA

j14«cs
ozey

21Tl

S0TN

1024

€671

€8T1D

9LT1

YLIL

CLTH

0LTY
691a
8918
LOTH
991a
SOT

291s
TOTN
091S
6S1a

9GTA
SGTH

444
1818
0GTH

8%1d

ovTH
SvTY
j4429

(4211}
TPIN

€Tey
z1ed

0TEA
60€d

LOEM
90€d
S0€D
v0ed
€0EA

00€I
66cd
86C1
L6TH
9623

6TV
€621

88T
1821
98TA

8Tl
€820
28Tl
T8CI
0821

8Lty
LLTK
9LTA
SlcH

€LTH
TLTY
TLCI
0.zb

~OOO N
™Mo S
mmmm (2]
Z<AHBE<a

8923
S9¢H
v9cI
€9cd
68Ty
96ea
[4:14)
TSI
0sza
6¥cH
8vTH
s¥ves

9gzh

P6EN

T6ER
06V

L8¢€b
98€L

8el
€8€d
8D

LLEL
9.Led
SLEN
vLET
€Le7T
CTLER

99€eN

€9€X
CTIEN

09ed

LGEY
9GEI
ggeb
vaed
€48ed
TGEM

084
6%ed
8veN

SEES
YEEN
€EEI

8zeY
Lzed

gcea
veed
£TEL

TTed
0ZeA

STEA
v1ed

8G%Y
LSPH

el AN

€971
TSN
TSP

6%%d
3478
VA4S

P91
£%%a
4441

6EN
8EVT
LE%D
9EN

PEVL
£EVA
eV
6270
9THN

8T1%1
LTHL

STPA
AL

12344
01%S

29720
£0%R
(494

00%Y
66€D
86¢ed

TGST
0gsb

L%Sd
9%SL

THSL

6€91T
8E9T

9€9T

TESYH

0€8h

8T8

924S
etde]y]

€TSS

0TSA

8191

919D
q193
v19k
€194
c18d
T18Y
0181

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



5JJ3

Full wwPDB X-ray Structure Validation Report

Page 7

6E9A

TE9T

8290

929b

€29V
2c91
1294

6790
8199

719A
€199
2190

6091

€090

L68b

v69A
€691

068h
6893

983L

¥8ad

T8SA

LLST
94971

TLSY

S0 O N ©
© © © © ©
010 1D 10 10
[ S

295D

0981
6991

9981

PILN

TTLD
0TLS

$0LI
T0.4
869H
9693
1993
9994
G994
9993
€995
299h

6991

Portal prote

LSON

SG9N

11

e Molecule 1

7%

42%

50%

Chain D

081
6.1
8LA

9LI
S.d

L4
o8
09A
6GA

L84
98b

ey
€9%

8%L
9%s
SP1
izl

THM
0%h

8EA
LEY

S€4d
ved
€ET
2ea

0ed
62V

LcY
ocH

44

(443
4

81a

aT1d

99TA
SSTH

TS1S

8¥%1d
PAAKS
ovTH
Sh1Y
449}

TPIN
0%IN

LETd
9€1S

veTa
€eTd
CTETR
Tena

8T11
LTTH
OTTH

i74%)]
€TTA
(44 %)

013

680

L84

<S89

€84
28d

9gzh
GETR

€ecd
ZETY

0€TH

82Ty

£€TTA

1448
(44

81eh

(4141

60cd

S0TN
v0cd

ToCd

€671

€810

9LTI

YLIL

CTLIH

691a
8918

991a
SOTW

2918
TOTN
0918
6910

TTed
0zeN

STEN

€1ex
[41:¢

0T€EA
60€4

LOEM

S0€D

€924

STPA
ASES

13544
0T%S

TOvH
{028
{44l

007V

€LET
TLER

99EN

€9€R
CTOEW

LSEY
9GET
Sged
vaex
€9€d
CTGEM

08€4d
6%€d
8YEN

(4344

6eed
8EEV

SEES
veEEN
€eel

18%a

67%4
8¥vA
LY%R

a4
£7%a

15474

6EN
8EY'T
LEDD
9EN

YEVL
€E¥%a
[4572

0EwA
627l

oTwN

8T%1
LT%L

9491

TLSV

899N

%99D

0991
6491

9GGk

1697
058

L%9d
9%SL

[474°0%

6€9T
8E€9T

9€9T

0€Sh

8T9%

9Tas

SGON

1293

6190
8799

BTN
£199
(410}

6091

Ll

€090

16Sb

Portal prote

S69d
7630
€691

1650
065b
6893

98SL

¥8ad

T89A

LLST

CTTLY
869H
9693
6891
S89Y
€89V
089S
1,993
9994
9994
7998
€995
2990

6991

LGOW

1mn

e Molecule 1

7%

43%

<
<
=

48%

Chain E

€Ll
(2K

0L3

097
6GA

950

2t
€GK

0SL

129
Lyl
9%s
S¥1

[44d
oM
(o)}

8EA
LEY

Sed

€€1
[4d§

0ex
62V

LTY¥

STy
4

2zTs
1144

81

STd
41!

01§

o7TN

LETd
9ETS

veTa
€eTd
CTETR
1€Ta

8TT1
LzTd
9TTH

i£4 %]
€CTA
(445

0ZTd

81T
L1173

PITY
€111

01TV

80TH

90TL
£0TYH
101Q
00TL
664
96D

€64
26a

06Y
680

L84

89

€831
28d

084

8LA

9.1
S.d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



5JJ3

Full wwPDB X-ray Structure Validation Report

Page 8

£ecd
(434
TeTL
0€TH

8TTy

GTTA

€TTA

a4
ocey

2121

S0TN
v02d

Tocd

9GTA
GGTH

[4ha )
1818

8¥%1d
PAAYS
AT
ShTY
PPII

(441}
TvIN

vied
€1ey
Z1ed

0T€N
60€d

LOEM

S0€D
v0ed
€0€A

00€I
66cd
8621
L6TH
96CH

6Ty
£€6CI

162h

88T
1821

€820

1821
0821

8.LTH
LLTK
9.LzA
S.TYH

€LTH
TLTY
TLTI
0.42b
692
89¢H

99Ty
vocI
€9cd

98ea

[4:14)
1921
0sca
6%cy
8%TH

9%Tk

9gzh
SETA

66€l
86€d

T6€X
06€EV

L8€b
98EL

¥8e1
£8€d
T8€DH
18€S
08EN

LLEL
9.4
SLEN
vLeT
€LET
TLER

99€N

€9€R
CTOEW

LSEY
9G€I
fefetad]
veex
€4ed
CTGEM

0g€4d
67€d
8veN

TYEV

0%€I
6eed
8EEY
LEEN

SEES

EEEI

8zeY
LzeD

scea
veen
ETEL

T2eY
0zZeA

STEA

847y
LSYN

SGHL

€991
444\

69%d
89¥A
V5528
¥oH1
£9%a
[44al
6ETN
8EHT
LEBD
9EHN
BEDL
£€%a
zevd
[st474:]
9ZHN

81%1
L1%L

ASES

0T%S

covY

799D

0991
6991

969X

1991
0sst

L%9d
9%GL

TYeL

6€9T
8€91

9€9T

TESH

0gst
625h
8zay
LTSN
[14:1
Gzsh

€2aS

0ZSA

81GL

9190
e getc
L4108
€194
c18)
1194
01SI
6090

1293

6190
8799

€19D
2190

6091

Ll

€090
L68b
9694

w63
€691

1650
065b
6894

98SL

¥89d
T8SA
8.8b

LL81
9,971

PLoU
E€LSN
TLSV

895N
LIS

S99A

PILN

0TLS

¥0LI

0991
6794

e Molecule 1

LY9V
9voN
SP91
7990

in

Portal prote

7%

43%

49%

Chain F

LLa

[44d
oM
(o)}

8EA
LEY

Se€d
ved

zea
TEN

62V

LTY¥

STy
4

2zTs
1144

81

STd
4!

01§

8%1d
Ly13
ovTH
SPTY
YPII

[424]
TPIN
ovTN

LETd
9ETS

vETa
€eTd
CTETR
1€1a

8CT11
L2Td
OTTH

i£4 %]
€TTA
[44%)]

8TTh
L1738

IV

08&

8LA

9€Th
SETA

£ecd
(44
T€TL
0€TH

8TTH

STTA

£TTR

{144
1144

812h

(A1)

60Cd

%02d

1024

€671

9810

€81D

9LTI

YLIL

CLTH

0LTV
691a
8918
LOTH
991a
SOTH

{415
T9IN
0918
63T1a

99TA
SSTH
%918

(414 )
1818

Tced
0TeA

STEA
v1eE
eTeN
Z1ed

0TEA
60€4

LOEK
90€d
S0€D
¥0€4
E€0EA

00€I
66Cd
86CI
L6CTH
9623

v6cy

88T

€820

1821
0821

8.y
LLTK
9.LZA
S.TH

£.L2H
TLTY
TL2I
0.42b

892d

S9TH
%921
€9zcd

9gza

[4:t4'8
1821
0sgca
6%cH
8¥TH

/S

8€Td

£0%R
44

66€D
86€d
LBEA

T6ER
06EY

L8¢€b
98EL

¥8€1
£8€a
28ED
T8€ES
08EN

LLEL
9Led
SLEN
vLeT
€Le1
CTLER

99EN

€9€X
CTOEN

LGEY
9GEI
gged
vaed
g€9ed
TGEM

0ged
6¥ed
8veN

THEY

0%EI
6€EQ
8EEY
LEEN

SEEes
YEEN

8ced
LzED

gazgea
veen
E€TEL

09%a

897
LS
9GHY
SSTL

€9%1
TSPN
TS%a

6%%d
8¥HA
V57423

444
£v¥a
[4441

6ETN
8EYT
LeVD
9EHN

BEVL
€670
(4577
627h
9ZwN

81¥%1
LIPL

NS

135414
0T¥%S

90%3

0981
6991

9984

1591
05sb

L%Gd
9%8L

[474°h

6€9T
8€9T

9€9T

0€sd
6250
8T9A

9Z8S
fetdely]

gTad

0ZSA

8141

9180
e acics
Y19k
€184
18D
7184
0T8I
60S0d

00SY
6671

£7ON

TYoV

6E9A

TE9T

8290

929h

€29V

1294

6190
8799

€199
219h

6097

Ll

€090

168b

9693
v69A
€691

165D
065h
689H

98GL

¥84d
T8GA
8.8b

LLST
9.9

P98

TLSY

898K

99D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



5JJ3

Full wwPDB X-ray Structure Validation Report

Page 9

0891
6794

e Molecule 1

Ly9V
9%oN
S$91
%90

n

Portal prote

7%

.

42%

49%

Chain G

69S
S9Y
o4
09A
65A

L84
950

At

0%d

8EA
LEY

S€d

LcY

44

(443
144

810

ST1d
4%

0TS

|
LETd
9ETS

vera
€eTd
CETR
Te1a

8TT1
LTTd
9TTH

i74%)]
€CTA
{44 %]

811D
L1173

(434
TeaTL
0€TH

8TTH

£TTR

g4
(744

21Tl

v0cd
£0TN

T0T4

661d

€671

P8TM
€810

9L71

YLIL

CTLIH
TLTY
0L1Y
691a
8918
L9TH
991a
SOTW

2918
TOTN

6G1d

LGTI
9GTA
GGTH
1818

8%1d

AT
ShT1Y
442}

TPIN
ovIN

€1ey
Z1ed

0TEA
60€d

LOEM

S0€D
voed
€0€A

00€I
66cd
8621
L6TH
96CH

6Ty
€6CI

88T
1821

€820

1821

692
89¢H

G9TY
vocI
€9cd

96ca
[4:14)
1821
08za
6%cH
8¥%TH
4448
8€Td

9gzh
SETA

66€l
86¢€d

b6eEN

06eY

18¢€b
98EL

v8¢e1
£8€a
2T8€ED
T8€ES
08EN

LLEL
9.Led
SLEN
blel
€Le1
TLER

99eN

€9€X

GEES

8zey
Lzeb

Gged
beer
£TEL

Tzed
0ozen

GTEA

847y
LGP
9SHY
SGPL

€G¥T
2avN

69vd
8%vA
LYYA
oo
£9%a
THHY
6ETN
8EYT
LERD
9EHN
BEBL
£€7a
zevd
62oh
9ZvN

81%1
L1%L

viva

13344
0T%S

LO%Y

oA

989D

0991
6G9T

9GSk

1891
088D

L%9d
9%GL

6€9T
8€4T

9€9T

0gsh
628l
8Z9Y
128U
9z8s
fet4e{i]

44

0ZSGA

Ll

81GL

9180
S19d
i25°79
€194
T18d
T19Y
01SI

008V

6794
8Y9V
LY9V
oo
S%9T
el
evon
(4722l
TV

6E9A

TE91

8z9h

1293

6790
819D

w191
€19D
219

6097

€09h

L68h

9693
v6SA
€691

1650
06sh
6893

98GL

¥89d

18SA

LL8I
9181

TLSV

895N

L9SIW
9953

%99D

869H

S694

1993
999Y
9994
%998
£99S
299h

0998
64991

LSO

e Molecule 1

SGON

0691

in

Portal prote

7%

41%

50%

Chain H

154
950

2t
€39X

0SL

328
L%b
9%8
a%1
)

cva

10 © ~ @ o N M 10 ~ © o
RSN a ® mmomm M o & &
< @ om < A "> o=

+
N
]

S1d
v1d

o
—
L}

018
63

PN
0%IN
9ETS

PETA

CETX
T€1a

8CT11

~
©
"

S89

€831
¢8d

08&
6LT
8LA

9.1
S.d

GETA
TETY
TeTL
0€TH
82Ty

€2TA

rTeea
(44

81eh

2121

60T4

SogN
%02d

RLDWIDE

Tocd

€611

981a

€810

9LTI

YLIL

CLIH

0LTY
691a
8918

991a
SOTW

2918
TOTN
0918
681a

9GTA
GGTH

TSTS

8¥%1d
PAAYS
AT
ShTY
PPII

0O
PROTEIN DATA BANK

erpBe

W



5JJ3

Full wwPDB X-ray Structure Validation Report

Page 10

9gTh

66€l

L6EA

06eY
68€'1

18¢€b
98€L

v8¢e1
£8€a
T8ED
T8€ES
08EN

LLEL
9LeY
SLEN

€Le71
TLER

99eN

€9€X
COEN

LGEY
9GeI
g6eh
veex
€8€ed
[4:13))

05gd

8veN

They

0%eI
6€ed
8EEY
LEEN

GEES
YEEN
€EEI

8zey
Lzeb

Ggea
beer

Tzed
0ozen

GTEA

627l

9THN

4441

0ZHA

81%1
L1%L

STPA
vivd
1515720

12544
0T%S

LO%Y

TovY

9GSk

0§sh

L%Sd
9%SL

6E€ST
9€91
0egh

6zsh
8293

9zas
Szsh

€Tas

0TsA
6190
8TSL

Ll

9180
S193
i45°79
€194
c18d

1184

%971
el
£7oN
(422l
TV

6E9A

2€91

8z9b

1293

6190
8199

€19D
2190

6097

€090

L68h

9693
¥6SA
€691

1650
0650

999Y
9994
%998
£99S
299h

64997

LGOKW

0691
6794

e Molecule 1

LYoV
ovoN

in

Portal prote

7%

43%

49%

Chain I

X
~
~

L84
98b

2t}
42 8

0GL

5329
L¥0
9%s
ST
i
544

oM
[543}

8EA
LEY

ged
ved
EET
[4¢§

0ex
62V

LTy
Ela
STy
448

{443
144

81a

STd

PPII

TPIN
0%IN

LETd
9ETS

veTa
€eTd
CETA
T€1a

8211
Lg1d
9TTH

4%
€CTA
(49 %]

6171
811D
L1173

24244
€171

011V

8ecd

9gzh
SETR

gecd
ceey
T€TL
ogcd

8z

144\

3448

144

T918
T9IN
0918
631d

L8TI
9GTA
SGTH

1878

8%1d
Ly13
ovTH
SHTY

gcea
veen

T2ed

STEA
viex
eTeN
(45

0TEA
60€4

LOEM

S0€D

€0€A

00€I
66Cd
86CI
L6CH
9623

v6cy

88cH

€820

1821
0821

8.4
LLTR
9.LTA
S.24

€.24
zLTY
121
oLzh
692Y
89zd

S9eH
ilan
€9zd

9gza

[4:ta:f
j (A
0sza
6%cH
8T

4240

470

TovY

66€h
86€d
L6EA

T6€X
06€EV

L8€h
98EL

¥8€1
£8€d
T8€DH
18€S
08eN

LLEL
9.4
SLEN
vLeT
€LeT
CTLER

99€EN

€9€X
CTOEN

6G€4

L9EY
9g€T
gsel
paed
€ged
[4:1:10)

0ged
6%€d
8YEN

£veY
CTYEV

0%€I
6€€d
8EEY
LEEN

SEES
veEn
€EEI

8T¢eYd
Lzeh

8G%Y
LS

SGPL

€991
28PN

67%d
8¥vA
LY%R

91
£%%a
(4444

6£N
8€9T
Le9D
9EPN

veEVL
£EVa
°eRd
6270

9THN

14441

0THA

8T%1
LI%L

vIvE
ETHH

TV
0T%S

LO%Y
90%3

E£YON
(470}
YoV
0¥93
6E9A

2€91

8290

9z9b

€29V
2e91
T29d

6190
8799

€19D
T190

Ll

€090

L68b

9693
v69A
€691

1650
0650
6894

983L

99D

295D

0991

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



5JJ3

Full wwPDB X-ray Structure Validation Report

Page 11

869H

9690
S693

1998
9994
5994
%991
£995
299h

65991

Portal prote

LSGOH

GG9N

e Molecule 1

€691

0891
6794
8%oV
Ly9V
9%oN
S$91
%90

11

7%

42%

50%

Chain J

0L3
695

S9Y

097
697

AL
950

bt

L2Y¥
9Ty
STy
14

2zTs
Ty

81

STd
AL

01§

TPIN
07TN

LETd
9ETS

veTa
€eTd
CETR
€10

8TT1

€111

01TV

80T

90TL

LY

9€Th
SETA

£ecd
TETY

0€TH

82Ty

E€TTA

jdacs
(144

(4141

S0TN
v0Td

T0T4

86TI

€611

€81D

9LT1

YLIL

CLTH

0LTV
691a
891S
L9TYH
991a

T91Ss
TOIN
0918
6G1a

9GTA
SGTH

1818
0STH

8¥%1d
PAAKS
ovTH
ShTY
448

E£CEL

TCed
0TeA

STEA

€Tey
Z1ed

OTEA
60€4

LOEM
90€3
S0€D

€0EA

662d

S.TH

€L24
[ X4
TL21
0Lzb
6924
8923

99Ty
vocI
€9cd

TS¢I
0sza
6¥%cH
8¥TH
4448

8€Td

90%2

[4vi4

66€D
86€d
LBEA

T6ER
06V

L8¢€b
98EL

v8e1
£8€a
8€ED
T8€S
08EN

LLEL
9.Le¥
SLEN
bLel
€.Le1
TLER

99EN

€9€X
CTOEN

L9€Y
9G€I
g9eb
$9ed
€9ed
TSEM

0ged
6%ed
8veN

THEY

0%€I
6€€Q
8EEY
LEEN

gges
PEEN
€EEI

8ceY
LzED

szea
beer

8974
LSTW

GSTL

€991
TSPN

6%vd
8¥HA
PA7%429

4474
£¥¥a
[4441

6ETN
8EPT
LEWD
9EPN

BEBL
£E%Q
(457!
(14701}
9zZwN

81%1
LTPL

STPA
NS

125414
0T¥%S

TLSY

89S
L9SW

G9SA
99D

0981
6891

969k

04§8h

L%9d
9%4L

6€91T

9€91

TESH

0€sh
625h
8T9)

9z8s
gesh

€28S

0ZSA

8TSL

918D
G184

6794

LY9V
ovoN
S%9T
%90
evoN
[44<]
TPV
0v9d
6E9A

TE91

€199
[44<l]

609A

+

€090

165D

9693
¥6SA
€691

1650
065h
6891

98GL

$84d
189A
8.8

LLSI
9.ST

PLou
€.LSN

TTLD
P0LI
T0L4
869H
9693
L9938
9994
9994
993
€998
2990
LSOW
€991

0891

Portal protein

e Molecule 1

7%

43%

49%

Chain K

09A
69A

950

2t
€GK

0SL

L70
9%S
S¥1
a2

ha

ovTH
ShTY
442}

TPIN
ovIN

LETd

veTa
€eTd
CTETR
€10

8211
LgTd
9TTH

i79%]
€TTA
ZTIH

0z1a

€671

€810

9.1

PLIL

CTLIH

0LTY
691a
8918
L9TY
991d

2918
TOIN
0918
641a

99TA
SSTH

[4ia )
1S1S

8¥%1d
PAAKS

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



5JJ3

Full wwPDB X-ray Structure Validation Report

Page 12

1821

6924
89¢cH

99Ty
vocI
€9cd

96ea
[4:14’)
T&cI
0sza
6%cH
8¥%TH
8€Td

9gTh

66€0
86€d
LBEA

T6ER
06eY
68€'1

18¢€b
® 98EL

v8€1
€8€a
T8ED

LLEL
9LeY
SLEN
L1
€Le71
TLER

89€d

99eN

THEY

0%€I
6€€Q
8EEY
LEEN

GEES

€EEI

8ceY
LzED

3

sgea
beer
€TEL

9GHY

SS7L

€971
TSN

0S%h
6%vd
8¥vA
VA 7429

L4l
474740

1544

6EVN
8E¥T
LEWD
9EYN

PEVL
€EVA
eV
6270
9THN

811
LIYL

STPA
vivd
115728

123414
0T%S

LOPY

[4v4

6991

95G4

08sh

L%Sd
9%SL

(41
TV

6E€9A

Te91

8zZ9h

9z9b

€29V
{444}
1293

6190
8199

il

€09h

L68h

9694
¥63A
€641

1650
06sb
6894

98SL

¥89d
18SA
8.gh
LLSI
91871
TLGY

89SN
LIS

S9SA
799D

0981

(47X}

%0LI

0.4

869H

S694

68971

S89V

1993
9994

1n

LSG9KW
989N
SGoN

Portal prote

€991
[4e1eks

0899I
6794

L99V
9o

e Molecule 1

el
evoN

7%

43%

49%

Chain L

LLA

oM

@
N
<

8¥%1d
PAAYS
AT S
ShT1Y
PPII

TPIN
0%IN

LETd
9ETS

YETQ
€e1d
CETX
TE€1a

8CT11
LTTH
9TTM

4%
€CTTA
(44 5]

8110
L1718

2231
€171
CTIN

011V
60TI
801X

9071
SOTN

T01d

€84
28d

08%

8LA

TSCI
0sca
6%cH
8%y

8€cd

9ezh
GETR

ceey
T€TL
0gcd

8z

51448

1144
ozev

(A

S02N
702d

1024

86TI

€611

€819

T918
T9IN

6GTa

9GTA
SGTH

434 4
1818

veen
ETEL

T2eY
0zZeA

STEA
viex
eTeN
(45

0TEA
60€4

LOEM
90€d
S0€D

€0EA
00€I
662d
8621
LBTH
9623
6Ty
162l

88y
1821

O anm
@ @ @ o o I
AN
HHB O K

8.
LLTR
9.LTA
S.24

£.24
zLed
121
0.zh

89zd
S9gH
voTI
£€9cd
65V
96ga

4:14:4

0T%S

€0%R
oA

66€h
86€d
LB6EA

T6€X
06€V

L8€h
98EL

¥8€1
£8ed
T8€d
18€S
08eN

LLEL
9.4
SLEN
bLeT
€11
TLER

99€EN

€9€X
CTOEN

L9€eY
9g€I
gsel
paed
€g9ed
zSEM

0ged
6%€d
8YEN

TYEV

0%€I
6€€Q
8EEY
LEEN

SEES

€EEI

8TeYd
LTED

Sszea

897y
LS

SGHL

€971
zaN
197
08%h
6vvd
8HvA
LY

4%
£7¥%a
(4444
1Y

6ETN
8E%T
LEVD
9EHN

BEDL
£€%a
(4577
[st47]
9ZHN
4441

0ZTHA

8T%1
LTPL

b5

899N
LIS

%99D

0991
6991

9GSk

1991
0gsb

L%9d
9%GL

[474°h9

6€9T
8€9T

9€91

0gsb
[14:1]
8zay
LTS
141
Gzsh

€23s

0ZSA

+

81GL

e aeicy
f45°0S
€194
(At
1194
0TSI
6090

1293

6190
819D

€199
(410}

6097

98S9L

¥89d

T89A

LLSI
9L91

TLSY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



5JJ3

Full wwPDB X-ray Structure Validation Report

Page 13

$0LI
T0LY
869H
9693
§.94
TL9L
1993
999Y
5994
%991
£998
299h

6591

LGONH
999N
SSON

¢S94

0891
6794

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 14 Full wwPDB X-ray Structure Validation Report 5JJ3
4 Data and refinement statistics (i)
Property Value Source
Space group 4 Depositor
Cell constants 409.04A  409.04A  260.00A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 14.99 - 7.00 Depositor
Resolution (4) 14.99 — 7.00 EDS
% Data completeness 99.0 (14.99-7.00) Depositor
(in resolution range) 99.1 (14.99-7.00) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 3.07 (at 7.36A) Xtriage
Refinement program PHENIX (1.10.1_2155: 777) Depositor
R R 0.239 , 0.260 Depositor
» Phfree 0.239 , 0.260 DCC
Rfree test set 1561 reflections (5.19%) wwPDB-VP
Wilson B-factor (A?) 214.7 Xtriage
Anisotropy 0.009 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.14 , -10.0 EDS
L-test for twinning” <|L| > =045, < L? > =10.28 Xtriage
Estimated twinning fraction 0.045 for -k,-h -1 Xtriage
F,.F. correlation 0.88 EDS
Total number of atoms 64536 wwPDB-VP
Average B, all atoms (A?) 118.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.93% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

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

and 0.375, 0.2 for perfectly twinned datasets.

O RLDWIDE

PROTEIN DATA BANK
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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 | pyioy v 7155 | RMSZ | #(7] >5
1 A 0.28 0/5482 0.58 3/7429 (0.0%)
1 B 0.28 0/5482 0.59 2/7429 (0.0%)
1 C 0.28 0/5482 0.59 2/7429 (0.0%)
1 D 0.28 0/5482 0.57 3/7429 (0.0%)
1 E 0.27 0/5482 0.58 2/7429 (0.0%)
1 F 0.27 0/5482 0.58 3/7429 (0.0%)
1 G 0.27 0/5482 0.58 2/7429 (0.0%)
1 H 0.27 0/5482 0.57 2/7429 (0.0%)
1 I 0.28 0/5482 0.59 3/7429 (0.0%)
1 J 0.29 1/5482 (0.0%) 0.59 3/7429 (0.0%)
1 K 0.30 1/5482 (0.0%) 0.59 2/7429 (0.0%)
1 L 0.29 1/5482 (0.0%) 0.58 3/7429 (0.0%)
All All 0.28 | 3/65784 (0.0%) | 0.58 | 30/89148 (0.0%)

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

Mol | Chain | #Chirality outliers | # Planarity outliers
1 A 0 4
1 B 0 4
1 C 0 3
1 D 0 4
1 E 0 3
1 F 0 4
1 G 0 4
1 H 0 3
1 I 0 3
1 J 0 3
1 K 0 4
1 L 0 3

All All 0 42
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All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

1 K 198 | ILE C-N 8.54 1.50 1.34
1 J 198 | ILE C-N 8.02 1.49 1.34
1 L 198 | ILE C-N 6.80 1.47 1.34

All (30) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)

1 I 616 | LEU | CA-CB-CG | 13.49 146.32 115.30
1 J 616 | LEU | CA-CB-CG | 13.31 145.92 115.30
1 C 615 | LEU | CA-CB-CG | 12.84 144.83 115.30
1 B 616 | LEU | CA-CB-CG | 12.57 144.21 115.30
1 I 615 | LEU | CA-CB-CG | 12.56 144.19 115.30
1 B 615 | LEU | CA-CB-CG | 12.46 143.96 115.30
1 F 615 | LEU | CA-CB-CG | 1245 143.93 115.30
1 E 615 | LEU | CA-CB-CG | 12.36 143.72 115.30
1 K 615 | LEU | CA-CB-CG | 12.34 143.69 115.30
1 J 615 | LEU | CA-CB-CG | 12.26 143.49 115.30
1 K 616 | LEU | CA-CB-CG | 12.20 143.35 115.30
1 A 615 | LEU | CA-CB-CG | 12.12 143.17 115.30
1 A 616 | LEU | CA-CB-CG | 12.11 143.16 115.30
1 G 615 | LEU | CA-CB-CG | 12.05 143.02 115.30
1 C 616 | LEU | CA-CB-CG | 11.96 142.81 115.30
1 B 616 | LEU | CA-CB-CG | 11.84 142.52 115.30
1 L 615 | LEU | CA-CB-CG | 11.83 142.51 115.30
1 F 616 | LEU | CA-CB-CG | 11.65 142.10 115.30
1 H 615 | LEU | CA-CB-CG | 11.46 141.65 115.30
1 G 616 | LEU | CA-CB-CG | 11.10 140.82 115.30
1 H 616 | LEU | CA-CB-CG | 11.05 140.73 115.30
1 D 616 | LEU | CA-CB-CG | 10.79 140.13 115.30
1 L 616 | LEU | CA-CB-CG | 10.30 138.98 115.30
1 D 615 | LEU | CA-CB-CG | 9.18 136.41 115.30
1 F 616 | LEU | CB-CG-CD1 | 6.51 122.07 111.00
1 J 616 | LEU | CB-CG-CD1 | 6.50 122.05 111.00
1 I 616 | LEU | CB-CG-CD1 | 6.36 121.82 111.00
1 L 616 | LEU | CB-CG-CD1 | 6.20 121.55 111.00
1 D 616 | LEU | CB-CG-CD1 | 5.88 120.99 111.00
1 A 616 | LEU | CB-CG-CD1 | 5.07 119.62 111.00

There are no chirality outliers.

All (42) planarity outliers are listed below:

gPDB
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Mol | Chain | Res | Type | Group
1 A 212 | LEU | Peptide
1 A 456 | ALA | Peptide
1 A 59 | VAL | Peptide
1 A 606 | PRO | Peptide
1 B 212 | LEU | Peptide
1 B 456 | ALA | Peptide
1 B 59 | VAL | Peptide
1 B 606 | PRO | Peptide
1 C 212 | LEU | Peptide
1 C 59 | VAL | Peptide
1 C 606 | PRO | Peptide
1 D 212 | LEU | Peptide
1 D 456 | ALA | Peptide
1 D 59 | VAL | Peptide
1 D 606 | PRO | Peptide
1 E 212 | LEU | Peptide
1 E 59 | VAL | Peptide
1 E 606 | PRO | Peptide
1 F 212 | LEU | Peptide
1 F 456 | ALA | Peptide
1 F 59 | VAL | Peptide
1 F 606 | PRO | Peptide
1 G 212 | LEU | Peptide
1 G 456 | ALA | Peptide
1 G 59 | VAL | Peptide
1 G 606 | PRO | Peptide
1 H 212 | LEU | Peptide
1 H 59 | VAL | Peptide
1 H 606 | PRO | Peptide
1 I 212 | LEU | Peptide
1 I 59 | VAL | Peptide
1 I 606 | PRO | Peptide
1 J 212 | LEU | Peptide
1 J 59 | VAL | Peptide
1 J 606 | PRO | Peptide
1 K 212 | LEU | Peptide
1 K 456 | ALA | Peptide
1 K 59 | VAL | Peptide
1 K 606 | PRO | Peptide
1 L 212 | LEU | Peptide
1 L 59 | VAL | Peptide
1 L 606 | PRO | Peptide
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5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within

the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 5378 0 o178 281 0
1 B 5378 0 o178 286 0
1 C 2378 0 5178 295 0
1 D 2378 0 5178 276 0
1 E 2378 0 5178 290 0
1 F 5378 0 5178 278 0
1 G 5378 0 o178 277 0
1 H 5378 0 o178 279 0
1 I 5378 0 o178 280 0
1 J 2378 0 5178 280 0
1 K 2378 0 5178 287 0
1 L 2378 0 5178 283 0

All All 64536 0 62136 3062 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including

hydrogen atoms). The all-atom clashscore for this structure is 24.

All (3062) 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:220:ALA:HB3 1:J:281:ILE:O 1.55 1.05
1:B:220:ALA:HB3 1:B:281:ILE:O 1.58 1.03
1:E:220:ALA:HB3 1:E:281:ILE:O 1.58 1.02
1:1:220:ALA:HB3 1:1:281:ILE:O 1.59 1.02
1:K:220:ALA:HB3 1:K:281:ILE:O 1.59 1.01
1:H:220:ALA:HB3 1:H:281:ILE:O 1.60 1.01
1:C:220:ALA:HB3 1:C:281:ILE:O 1.61 1.01
1:A:220:ALA:HB3 1:A:281:ILE:O 1.60 1.00
1:1:220:ALA:HB3 1:L:281:ILE:O 1.61 0.99
1:G:220:ALA:HB3 1:G:281:ILE:O 1.61 0.99
1:A:613:GLY:HA2 | 1:A:616:LEU:HD12 1.47 0.97
1:F:220:ALA:HB3 1:F:281:ILE:O 1.63 0.97
1:D:220:ALA:HB3 1:D:281:ILE:O 1.66 0.95
1:H:613:GLY:HA2 | 1:H:616:LEU:HD13 1.49 0.94
1:B:613:GLY:HA2 | 1:B:616:LEU:HD13 1.49 0.91

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

1:G:613:GLY:HA2 | 1:G:616:LEU:HD13 1.53 0.91
1:D:577:ILE:HG12 | 1:D:597:GLN:HE22 1.36 0.91
1:.L:577:ILE:HG12 | 1:L:597:GLN:HE22 1.36 0.90
1:A:352: TRP:HB3 1:B:376:ARG:HD2 1.53 0.89
1:H:352: TRP:HB3 1:1:376:ARG:HD2 1.55 0.89
1:C:577:ILE:HG12 | 1:C:597:GLN:HE22 1.37 0.89
1:A:376:ARG:HD2 1:L:352: TRP:HB3 1.55 0.89
1577 ILE:HG12 1:1:597:GLN:HE22 1.37 0.88
1:B:352:TRP:HB3 1:C:376:ARG:HD2 1.54 0.88
1:1:352: TRP:HB3 1:J:376:ARG:HD?2 1.57 0.87
1:G:352:TRP:HB3 1:H:376:ARG:HD2 1.54 0.86

1:1:434: THR:O 1:1:437:GLN:HB3 1.75 0.86
1:D:352: TRP:HB3 1:E:376:ARG:HD2 1.57 0.86
1:K:352: TRP:HB3 1:L:376:ARG:HD2 1.57 0.86
1:B:577:ILE:HG12 | 1:B:597:GLN:HE22 1.39 0.86
1:G:577:ILE:HG12 | 1:G:597:GLN:HE22 1.39 0.85
1:C:352: TRP:HB3 1:D:376:ARG:HD2 1.58 0.85
1:F:352: TRP:HB3 1:G:376:ARG:HD2 1.59 0.85
1:J:352: TRP:HB3 1:K:376:ARG:HD2 1.59 0.85
1:D:355:GLN:HG2 | 1:E:376:ARG:HH12 1.39 0.85
1:E:352: TRP:HB3 1:F:376:ARG:HD2 1.57 0.85
1:A:353:PRO:HD?2 1:B:376:ARG:HB2 1.60 0.84
1:B:353:PRO:HD2 1:C:376:ARG:HB2 1.60 0.84
1:E:577:ILE:HG12 | 1:E:597:GLN:HE22 1.42 0.84
1:B:307: TRP:HA 1:B:315:VAL:O 1.78 0.83
1:B:621:GLU:OE2 1:C:619:GLN:NE2 2.11 0.83
1:H:248:LYS:HD2 1:H:251:ILE:HB 1.61 0.83
1:H:612:GLN:HA 1:H:615:LEU:HD13 1.61 0.83
1:J:577:ILE:HG12 1:J:597:GLN:HE22 1.44 0.83
1:AS577ILE:-HG12 | 1:A:597:GLN:HE22 1.44 0.83
1.F:577:ILE:HG12 | 1:F:597:GLN:HE22 1.43 0.83
1:K:577:ILE:HG12 | 1:K:597:GLN:HE22 1.44 0.83
1:H:72:ARG:HD2 1:H:108:LYS:HE2 1.60 0.82
1:A:621:GLU:OE2 1:B:619:GLN:NE2 2.11 0.82
1:L:296:GLU:HB2 1:L:449:PHE:HD2 1.44 0.82
1:E:621:GLU:OE2 1:F:619:GLN:NE2 2.13 0.81
1:F:621:GLU:OE2 1:G:619:GLN:NE2 2.13 0.81
1:C:613:GLY:HA2 1:C:616:LEU:CD1 2.10 0.81
1:H:621:GLU:OE2 1:1:619:GLN:NE2 2.14 0.81
1:J:621:GLU:OE2 1:K:619:GLN:NE2 2.12 0.81
1:1:353:PRO:HD2 1:J:376:ARG:HB2 1.62 0.81

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

1:A:619:GLN:NE2 1:L:621:GLU:OE2 2.13 0.81
1:F:248:LYS:HD2 1:F:251:ILE:HB 1.63 0.81
1:D:72:ARG:HD2 1:D:108:LYS:HE2 1.61 0.81
1:1:72: ARG:HD2 1:1:108:LYS:HE2 1.62 0.81
1:C:546: THR:HB 1:C:550:GLN:HE22 1.45 0.80
1:H:577:ILE:HG12 | 1:H:597:GLN:HE22 1.43 0.80
1:L:307:TRP:HA 1:L:315:VAL:O 1.80 0.80
1:H:613:GLY:HA2 1:H:616:LEU:CD1 2.10 0.80
1:B:72: ARG:HD2 1:B:108:LYS:HE2 1.61 0.80
1:D:128:LEU:HA 1:D:145:ARG:O 1.81 0.80
1:D:251:ILE:HD11 | 1:D:273:ARG:HH22 1.47 0.80
1:D:621:GLU:OE2 1:E:619:GLN:NE2 2.14 0.80

1:G:25:ALA:O 1:G:29:ALA:HB2 1.81 0.80
1:1:621:GLU:OE2 1:J:619:GLN:NE2 2.14 0.80
1:K:621:GLU:OE2 1:L:619:GLN:NE2 2.14 0.80

1:I:127:ARG:O 1:1:146:ARG:HA 1.82 0.80
1:G:307: TRP:HA 1:G:315:VAL:O 1.82 0.80
1:G:621:GLU:OE2 1:H:619:GLN:NE2 2.14 0.80
1:H:353:PRO:HD?2 1:1:376:ARG:HB2 1.63 0.79
1:B:248:LYS:HD2 1:B:251:ILE:HB 1.65 0.79
1:1:248:LYS:HD2 1:I:251:ILE:HB 1.64 0.79
1:J:353:PRO:HD2 1:K:376:ARG:HB2 1.64 0.79
1:J:355:GLN:HG2 | 1:K:376:ARG:HH12 1.47 0.79
1:D:296:GLU:HB2 1:D:449:PHE:HD2 1.47 0.79
1:F:546: THR:HB 1:F:550: GLN:HE22 1.48 0.79
1:H:434:THR:O 1:H:437:GLN:HB3 1.82 0.79
1:K:546: THR:HB 1:K:550:GLN:HE22 1.48 0.79
1:C:621:GLU:OE2 1:D:619:GLN:NE2 2.16 0.79
1:B:128:LEU:HA 1:B:145:ARG:O 1.83 0.78

1:J:127:ARG:O 1:J:146:ARG:HA 1.83 0.78
1:L:72: ARG:HD2 1:L:108:LYS:HE2 1.65 0.78
1:E:353:PRO:HD2 1:F:376:ARG:HB2 1.63 0.78
1:A:296:GLU:HB2 1:A:449:PHE:HD?2 1.48 0.78
1:G:612:GLN:HA 1:G:615:LEU:HD13 1.66 0.78
1:H:127:ARG:O 1:H:146:ARG:HA 1.84 0.78
1:K:127:ARG:O 1:K:146:ARG:HA 1.84 0.78

1:D:25:ALA:O 1:D:29:ALA:HB2 1.84 0.78
1:1:355:GLN:HG2 1:J:376:ARG:HH12 1.48 0.78
1:G:72:ARG:HD2 1:G:108:LYS:HE2 1.66 0.77
1:B:127:ARG:O 1:B:146:ARG:HA 1.83 0.77
1:D:546: THR:HB 1:D:550: GLN:HE22 1.47 0.77

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:E:72:ARG:HD2 1:E:108:LYS:HE2 1.66 0.77
1:H:355:GLN:HG2 | 1:I:376:ARG:HH12 1.47 0.77
1:1:25:ALA:O 1:1:29:ALA:HB2 1.84 0.77
1:J:248:LYS:HD2 1:J:251:ILE:HB 1.65 0.77
1:A:248:LYS:HD2 1:A:251:ILE:HB 1.64 0.77
1:D:127:ARG:O 1:D:146:ARG:HA 1.84 0.77
1:A:546: THR:HB 1:A:550:GLN:HE22 1.50 0.77
1:B:355:GLN:HG2 | 1:C:376:ARG:HH12 1.48 0.77
1:L:128:LEU:HA 1:L:145:ARG:O 1.85 0.77
1:1:546: THR:HB 1:1:550: GLN:HE22 1.48 0.77
1:A:376:ARG:HH12 | 1:L:355:GLN:HG2 1.50 0.77
1:C:307:TRP:HA 1:C:315:VAL:O 1.83 0.77
1:E:25:ALA:O 1:E:29:ALA:HB2 1.85 0.77
1:C:248:LYS:HD2 1:C:251:ILE:HB 1.66 0.77
1:F:72:ARG:HD2 1:F:108:LYS:HE2 1.67 0.77
1:L:127:ARG:O 1:1:146:ARG:HA 1.85 0.77
1:K:307:-TRP:HA 1:K:315:VAL:O 1.85 0.76
1:K:353:PRO:HD2 1:L:376:ARG:HB2 1.65 0.76
1:A:72:ARG:HD2 1:A:108:LYS:HE2 1.67 0.76
1:D:434: THR:O 1:D:437:GLN:HB3 1.86 0.76
1:F:355:GLN:HG2 | 1:G:376:ARG:HH12 1.50 0.76
1:G:546: THR:HB 1:G:550:GLN:HE22 1.51 0.76
1:E:546: THR:HB 1:E:550:GLN:HE22 1.50 0.76
1:I:128: LEU:HA 1:1:145:ARG:O 1.85 0.76
1:F:296:GLU:HB2 1:F:449.PHE:HD2 1.49 0.76
1:K:248:LYS:HD2 1:K:251:ILE:HB 1.65 0.76
1:A:25:ALA:O 1:A:29:ALA:HB2 1.85 0.76
1:D:248:LYS:HD2 1:D:251:ILE:HB 1.68 0.76
1:F:127:ARG:O 1:F:146:ARG:HA 1.85 0.76
1:G:248:LYS:HD2 1:G:251:ILE:HB 1.66 0.76
1:F:128:LEU:HA 1:F:145:ARG:O 1.86 0.76
1:E:355:GLN:HG2 | 1:F:376:ARG:HH12 1.50 0.76
1:B:546: THR:HB 1:B:550:GLN:HE22 1.50 0.76
1:H:296:GLU:HB2 1:H:449:PHE:HD?2 1.48 0.76
1:1:248:LYS:HD?2 1:L:251:ILE:HB 1.67 0.76
1:L:546: THR:HB 1:L:550: GLN:HE22 1.50 0.76
1:E:310:VAL:HG22 1:F:40:GLN:HG3 1.68 0.76
1:J:25:ALA:O 1:J:29:ALA:HB2 1.86 0.76
1:F:251:ILE:HD11 | 1:F:273:ARG:HH22 1.49 0.75
1:E:296:GLU:HB2 1:E:449:PHE:HD2 1.50 0.75
1:H:546: THR:HB 1:H:550: GLN:HE22 1.49 0.75

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

1:A:127:ARG:O 1:A:146:ARG:HA 1.86 0.75
1:1:296:GLU:HB2 1:1:449:PHE:HD2 1.50 0.75
1:B:122:GLY:O 1:B:305:GLY:N 2.18 0.75
1:F:25:ALA:O 1:F:29:ALA:HB2 1.86 0.75
1:J:546: THR:HB 1:J:550: GLN:HE22 1.50 0.75
1:E:248:LYS:HD2 1:E:251:ILE:HB 1.68 0.75
1:K:613:GLY:HA2 | 1:K:616:LEU:HD13 1.68 0.75
1:A:663:SER:HA 1:A:666:ARG:HE 1.52 0.75
1:A:355:GLN:HG2 | 1:B:376:ARG:HH12 1.51 0.75
1:C:25:ALA:O 1:C:29:ALA:HB2 1.86 0.75
1:B:25:ALA:O 1:B:29:ALA:HB2 1.86 0.74
1:D:122:GLY:O 1:D:305:GLY:N 2.19 0.74
1:J:613:GLY:HA2 1:J:616:LEU:HD12 1.68 0.74
1:J:251:ILE:HD11 1:J:273:ARG:HH22 1.51 0.74
1:K:128:LEU:HA 1:K:145:ARG:O 1.87 0.74
1:B:296:GLU:HB2 1:B:449:PHE:HD2 1.52 0.74
1:G:127:ARG:O 1:G:146:ARG:HA 1.86 0.74
1:G:353:PRO:HD2 1:H:376:ARG:HB2 1.68 0.74
1:1:251:ILE:HD11 1:1:273:ARG:HH?22 1.53 0.74
1:L:25:ALA:O 1:L:29:ALA:HB2 1.86 0.74
1:A:325:ASP:0OD2 1:B:56:GLN:N 2.21 0.74
1:C:663:SER:HA 1:C:666:ARG:HE 1.52 0.74
1:E:663:SER:HA 1:E:666:ARG:HE 1.51 0.74
1:K:296:GLU:HB2 1:K:449:PHE:HD2 1.50 0.74
1:C:251:ILE:HD11 | 1:C:273:ARG:HH22 1.53 0.74
1:C:296:GLU:HB2 1:C:449:PHE:HD?2 1.53 0.74
1:J:434:THR:O 1:J:437:GLN:HB3 1.87 0.74
1:L:122:GLY:O 1:L:305:GLY:N 2.19 0.74
1:F:307:-TRP:HA 1:F:315:VAL:O 1.88 0.74
1:A:307:TRP:HA 1:A:315:VAL:O 1.86 0.74
1:E:122:GLY:O 1:E:305:GLY:N 2.19 0.74
1:E:127:ARG:O 1:E:146:ARG:HA 1.87 0.74
1:J:307:-TRP:HA 1:J:315:VAL:O 1.86 0.74
1:K:25:ALA:O 1:K:29:ALA:HB2 1.87 0.74
1:C:122:GLY:O 1:C:305:GLY:N 2.20 0.73
1:C:356:1LE:HG13 1:C:357:ALA:H 1.53 0.73
1:F:122:GLY:O 1:F:305:GLY:N 2.19 0.73
1:F:37:ARG:NH1 1:F:48:TYR:OH 2.22 0.73
1:F:511:ARG:HD3 | 1:F:513:ARG:HH22 1.54 0.73
1:G:296:GLU:HB2 1:G:449:PHE:HD2 1.53 0.73
1:J:663:SER:HA 1:J:666:ARG:HE 1.53 0.73

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

1:B:663:SER:HA 1:B:666:ARG:HE 1.54 0.73
1:D:353:PRO:HD?2 1:E:376:ARG:HB2 1.68 0.73
1:G:251:1ILE:HD11 | 1:G:273:ARG:HH22 1.54 0.73
1:H:38:VAL:HG21 1:H:324:LYS:HD?2 1.69 0.73
1:L:356:ILE:HG13 1:L:357:ALA:H 1.53 0.73
1:G:128:LEU:HA 1:G:145:ARG:O 1.88 0.73
1:E:294:ALA:HA 1:E:453:LEU:HD23 1.71 0.73
1:K:663:SER:HA 1:K:666:ARG:HE 1.54 0.73
1:1:294:ALA:HA 1:1:453:LEU:HD23 1.71 0.73
1:B:612:GLN:HA 1:B:615:LEU:HD13 1.71 0.72
1:C:127:ARG:O 1:C:146:ARG:HA 1.89 0.72
1:D:307:TRP:HA 1:D:315:VAL:O 1.89 0.72
1:H:128:LEU:HA 1:H:145:ARG:O 1.89 0.72
1:J:296:GLU:HB2 1:J:449:PHE:HD2 1.53 0.72
1:E:307:TRP:HA 1:E:315:VAL:O 1.88 0.72
1:F:294:ALA:HA 1:F:453:LEU:HD23 1.71 0.72
1:F:663:SER:HA 1:F:666:ARG:HE 1.52 0.72
1:K:72:ARG:HD2 1:K:108:LYS:HE2 1.70 0.72
1:G:294:ALA:HA 1:G:453:LEU:HD23 1.71 0.72
1:H:25:ALA:O 1:H:29:ALA:HB2 1.88 0.72
1:1:58:ASP:HA 1:1:327:GLN:OE1 1.90 0.72
1:K:434: THR:O 1:K:437:GLN:HB3 1.90 0.72
1:H:586: THR:HG22 | 1:H:590:GLN:HE22 1.53 0.72
1:1:325:ASP:0D2 1:J:56:GLN:N 2.22 0.72
1:J:122:GLY:O 1:J:305:GLY:N 2.20 0.72
1:E:128:LEU:HA 1:E:145:ARG:O 1.90 0.72
1:C:434:THR:O 1:C:437:GLN:HB3 1.90 0.72
1:D:663:SER:HA 1:D:666:ARG:HE 1.52 0.72
1:L:663:SER:HA 1:L:666:ARG:HE 1.54 0.72
1:H:294:ALA:HA 1:H:453:LEU:HD23 1.72 0.72
1:1:122:GLY:O 1:1:305:GLY:N 2.20 0.72
1:K:355:GLN:HG2 | 1:L:376:ARG:HH12 1.55 0.72
1:C:128:LEU:HA 1:C:145:ARG:O 1.88 0.72
1:F:612:GLN:HA 1:F:615:LEU:HD13 1.72 0.72
1:D:325:ASP:0OD2 1:E:56:GLN:N 2.23 0.71
1:F:356:1ILE:HG13 1:F:357:ALA:H 1.55 0.71
1:K:612:GLN:HA 1:K:615:LEU:HD13 1.72 0.71
1:C:353:PRO:HD2 1:D:376:ARG:HB2 1.72 0.71
1:F:586: THR:HG22 | 1:F:590:GLN:HE22 1.54 0.71
1:H:650:ILE:HA 1:H:653:ILE:HD12 1.73 0.71
1:B:434: THR.:O 1:B:437:GLN:HB3 1.89 0.71

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

1:1:307: TRP:HA 1:1:315:VAL:O 1.90 0.71
1:C:38:VAL:HG21 1:C:324:LYS:HD?2 1.70 0.71
1:F:434: THR:O 1:F:437:GLN:HB3 1.89 0.71
1:L:251:ILE:HD11 | 1:L:273:ARG:HH22 1.56 0.71
1:C:325:ASP:0D2 1:D:56:GLN:N 2.24 0.71
1:A:122:GLY:O 1:A:305:GLY:N 2.21 0.71
1:K:586:THR:HG22 | 1:K:590:GLN:HE22 1.56 0.71
1:A:128:LEU:HA 1:A:145:ARG:O 1.90 0.71
1:C:58:ASP:HA 1:C:327:GLN:OE1 1.91 0.71
1:G:270:GLN:NE2 1:G:271:1ILE:O 2.24 0.71
1:J:612:GLN:HA 1:J:615:LEU:HD13 1.73 0.71
1:K:294:ALA:HA 1:K:453:LEU:HD23 1.70 0.71
1:E:251:ILE:HD11 | 1:E:273:ARG:HH22 1.55 0.70
1:A:164:LEU:HD12 | 1:A:166:ASP:HB3 1.73 0.70
1:G:663:SER:HA 1:G:666:ARG:HE 1.55 0.70
1:A:356:ILE:HG13 1:A:357:ALA:H 1.57 0.70
1:K:356:ILE:HG13 1:K:357:ALA:H 1.56 0.70
1:C:72:ARG:HD2 1:C:108:LYS:HE2 1.71 0.70
1:1:612: GLN:HA 1:1:615:LEU:HD13 1.74 0.70
1:E:356:ILE:HG13 1:E:357:ALA:H 1.56 0.70
1:B:325:ASP:0D2 1:C:56:GLN:N 2.24 0.70
1:F:650:ILE:HA 1:F:653:ILE:HD12 1.73 0.70
1:G:434: THR:O 1:G:437:GLN:HB3 1.90 0.70
1:A:294:ALA:HA 1:A:453:LEU:HD23 1.71 0.70
1:D:356:ILE:HG13 1:D:357:ALA:H 1.57 0.70
1:H:663:SER:HA 1:H:666:ARG:HE 1.55 0.70
1:K:122:GLY:O 1:K:305:GLY:N 2.22 0.70
1:L:339:ASP:HA 1:L:342:ALA:HB3 1.74 0.70
1:A:251:ILE:HD11 | 1:A:273:ARG:HH22 1.57 0.70
1:H:122:GLY:O 1:H:305:GLY:N 2.22 0.70
1:J:128:LEU:HA 1:J:145:ARG:O 1.90 0.70
1:F:613:GLY:HA2 1:F:616:LEU:HD12 1.73 0.70
1:L:434:THR:O 1:L:437:GLN:HB3 1.92 0.70
1:A:434: THR:O 1:A:437:GLN:HB3 1.91 0.69
1:C:612:GLN:HA 1:C:615:LEU:HD13 1.72 0.69
1:E:325:ASP:0D2 1:F:56:GLN:N 2.25 0.69
1:F:325:ASP:0OD2 1:G:56:GLN:N 2.25 0.69
1:F:353:PRO:HD2 1:G:376:ARG:HB2 1.73 0.69
1:J:38:VAL:HG21 1:J:324:LYS:HD2 1.74 0.69
1:E:613:GLY:HA2 1:E:616:LEU:HD13 1.73 0.69
1:B:58:ASP:HA 1:B:327:GLN:OE1 1.91 0.69
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Atom-1 Atom-2 distance (A) | overlap (A)

1:C:134:ASP:OD1 1:C:141:ASN:ND2 2.21 0.69
1:G:38:VAL:HG21 1:G:324:LYS:HD2 1.74 0.69
1:1:294:ALA:HA 1:1:453:LEU:HD23 1.72 0.69
1:J:72:ARG:HD2 1:J:108:LYS:HE2 1.73 0.69
1:1:356:1ILE:HG13 1:1:357:ALA:H 1.57 0.69
1:C:113:ILE:HG13 1:C:148:PRO:HB2 1.74 0.69
1:H:325:ASP:0OD2 1:1:56:GLN:N 2.24 0.69
1:B:586:THR:HG22 | 1:B:590:GLN:HE22 1.56 0.69
1:D:160:SER:OG 1:D:172:HIS:ND1 2.21 0.69
1:D:294:ALA:HA 1:D:453:LEU:HD23 1.74 0.69
1:I1:663:SER:HA 1:1:666:ARG:HE 1.55 0.69
1:A:376:ARG:HB2 1:L:353:PRO:HD2 1.72 0.69
1:A:650:ILE:HA 1:A:653:ILE:HD12 1.74 0.69
1:D:58:ASP:HA 1:D:327:GLN:OFE1 1.92 0.69
1:D:586: THR:HG22 | 1:D:590:GLN:HE22 1.55 0.69
1:K:251:ILE:HD11 | 1:K:273:ARG:HH22 1.57 0.69
1:J:325:ASP:0D2 1:K:56:GLN:N 2.26 0.69
1:A:87:ARG:HG2 1:A:89:ASP:H 1.57 0.69
1:E:58:ASP:HA 1:E:327:GLN:OE1 1.92 0.69
1:F:160:SER:OG 1:F:172:HIS:ND1 2.23 0.69
1:G:511:ARG:HD3 | 1:G:513:ARG:HH22 1.58 0.69
1:J:160:SER:OG 1:J:172:HIS:ND1 2.22 0.69
1:A:586: THR:HG22 | 1:A:590:GLN:HE22 1.58 0.69
1:C:613:GLY:O 1:C:616:LEU:HD13 1.93 0.69
1:G:356:ILE:HG13 1:G:357:ALA:H 1.58 0.69
1:B:251:ILE:HD11 | 1:B:273:ARG:HH22 1.59 0.68
1:H:356:ILE:HG13 1:H:357:ALA:H 1.56 0.68
1:H:37:ARG:NH1 1:H:48:'TYR:OH 2.26 0.68
1:1:613:GLY:HA2 1:1:616:LEU:HD12 1.75 0.68
1:J:356:ILE:HG13 1:J:357:ALA:H 1.56 0.68
1:A:612:GLN:HA 1:A:615:LEU:HD13 1.75 0.68
1:C:711:GLN:OE1 1:D:712:ARG:NH1 2.26 0.68
1:G:122:GLY:O 1:G:305:GLY:N 2.23 0.68
1:H:134:ASP:OD1 1:H:141:ASN:ND2 2.22 0.68
1:B:356:1LE:HG13 1:B:357:ALA:H 1.58 0.68
1:C:613:GLY:HA2 | 1:C:616:LEU:HD12 1.74 0.68
1:C:58:ASP:HB3 1:C:60:VAL:HG23 1.75 0.68
1:J:586:THR:HG22 | 1:J:590:GLN:HE22 1.59 0.68
1:L:58:ASP:HA 1:L:327:GLN:OE1 1.93 0.68
1:C:270:GLN:NE2 1:C:271:ILE:O 2.26 0.68
1:D:270:GLN:NE2 1:D:271:ILE:O 2.26 0.68
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Atom-1 Atom-2 distance (A) | overlap (A)

1:I:160:SER:OG 1:1:172:HIS:ND1 2.20 0.68
1:A:56:GLN:N 1:1:325:ASP:0OD2 2.26 0.68
1:B:650:ILE:HA 1:B:653:1ILE:HD12 1.74 0.68
1:G:510:ILE:HG12 1:G:512:GLY:H 1.58 0.68
1:J:294:ALA:HA 1:J:453:LEU:HD23 1.75 0.68
1:E:80:TYR:HD1 1:E:518: THR:HA 1.60 0.68
1:E:93:VAL:O 1:E:96:GLY:N 2.27 0.68
1:K:325:ASP:0D2 1:L:56:GLN:N 2.27 0.68
1:B:339:ASP:HA 1:B:342:ALA:HB3 1.76 0.67
1:G:25:ALA:O 1:G:29:ALA:CB 2.42 0.67
1:H:164:LEU:HD12 | 1:H:166:ASP:HB3 1.76 0.67
1:B:25:ALA:O 1:B:29:ALA:CB 2.41 0.67
1:B:294:ALA:HA 1:B:453:LEU:HD23 1.74 0.67
1:H:307: TRP:HA 1:H:315:VAL:O 1.93 0.67
1:K:510:ILE:HG12 1:K:512:GLY:H 1.59 0.67
1:K:160:SER:OG 1:K:172:HIS:ND1 2.21 0.67
1:1L:93:VAL:O 1:1L:96:GLY:N 2.28 0.67
1:D:339:ASP:HA 1:D:342:ALA:HB3 1.75 0.67
1:F:164:LEU:HD12 1:F:166:ASP:HB3 1.75 0.67
1:F:58:ASP:HB3 1:F:60:VAL:HG23 1.77 0.67
1:A:25:ALA:O 1:A:29:ALA:CB 2.42 0.67
1:B:58:ASP:HB3 1:B:60:VAL:HG23 1.77 0.67
1:H:25:ALA:O 1:H:29:ALA:CB 2.42 0.67
1:C:294:ALA:HA 1:C:453:LEU:HD23 1.76 0.67
1:F:58:ASP:HA 1:F:327:GLN:OE1 1.93 0.67
1:H:251:ILE:HD11 | 1:H:273:ARG:HH22 1.59 0.67
1:G:355:GLN:HG2 | 1:H:376:ARG:HH12 1.59 0.67
1:J:22:SER:O 1:J:26:ARG:HG2 1.95 0.67
1:B:22:SER:O 1:B:26:ARG:HG2 1.94 0.67
1:F:38:VAL:HG21 1:F:324:LYS:HD?2 1.77 0.67
1:J:161:ASN:HD21 1:K:183:GLY:HA3 1.59 0.67
1:J:650:ILE:HA 1:J:653:ILE:HD12 1.77 0.67
1:K:58:ASP:HB3 1:K:60:VAL:HG23 1.76 0.67
1:D:58:ASP:HB3 1:D:60:VAL:HG23 1.77 0.67
1:H:87:ARG:HG2 1:H:89:ASP:H 1.60 0.67
1:B:270:GLN:NE2 1:B:271:ILE:O 2.27 0.66
1:A:40:GLN:HG3 1:1L:310: VAL:HG22 1.76 0.66
1:L:38: VAL:HG21 1:1:324:LYS:HD2 1.77 0.66
1:C:79:LEU:H 1:C:520:VAL:HA 1.60 0.66
1:E:25:ALA:O 1:E:29:ALA:CB 2.43 0.66
1:G:93:VAL:O 1:G:96:GLY:N 2.29 0.66
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Atom-1 Atom-2 distance (A) | overlap (A)

1:C:556: TYR:HB3 1:C:572:ALA:HB2 1.77 0.66
1:G:58:ASP:HA 1:G:327:GLN:OE1 1.95 0.66
1:J:134:ASP:OD1 1:J:141:ASN:ND2 2.23 0.66
1:L:556: TYR:HB3 1:L:572:ALA:HB2 1.78 0.66
1:A:270:GLN:NE2 1:A:271:ILE:O 2.28 0.66
1:D:164:LEU:HD12 | 1:D:166:ASP:HB3 1.77 0.66
1:E:586: THR:HG22 | 1:E:590:GLN:HE22 1.59 0.66
1:1:25:ALA:O 1:1:29:ALA:CB 2.42 0.66
1:J:37:ARG:NH1 1:J:48: TYR:OH 2.28 0.66
1:K:310:VAL:HG22 1:1:40:GLN:HG3 1.77 0.66
1:B:613:GLY:HA2 1:B:616:LEU:CD1 2.22 0.66
1:C:164:LEU:HD12 1:C:166:ASP:HB3 1.76 0.66
1:B:310:VAL:HG22 1:C:40:GLN:HG3 1.77 0.66
1:D:25:ALA:O 1:D:29:ALA:CB 2.42 0.66
1:E:510:ILE:HG12 1:E:512:GLY:H 1.60 0.66
1:F:22:SER:O 1:F:26:ARG:HG2 1.96 0.66
1:H:457:MET:O 1:H:458: ARG:HG2 1.96 0.66
1:K:339:ASP:HA 1:K:342:ALA:HB3 1.78 0.66
1:I:586: THR:HG22 | 1:1:590:GLN:HE22 1.60 0.66
1:J:457:MET:O 1:J:458:ARG:HG2 1.96 0.66
1:K:134:ASP:OD1 1:K:141:ASN:ND2 2.26 0.66
1:K:511:ARG:HD3 | 1:K:513:ARG:HH22 1.60 0.66
1:E:434: THR.:O 1:E:437:GLN:HB3 1.95 0.66
1:F:113:ILE:HG13 1:F:148:PRO:HB2 1.77 0.66
1:F:510:ILE:HG12 1:F:512:GLY:H 1.61 0.66
1:G:87:ARG:HG2 1:G:89:ASP:H 1.61 0.66
1:E:164:LEU:HD12 1:E:166:ASP:HB3 1.76 0.66
1:E:37:ARG:NH1 1:E:48: TYR:OH 2.29 0.66
1:1:58:ASP:HB3 1:1:60: VAL:HG23 1.77 0.65
1:F:457:MET:O 1:F:458: ARG:HG2 1.97 0.65
1:1:134:ASP:OD1 1:1:141:ASN:ND2 2.25 0.65
1:C:25:ALA:O 1:C:29:ALA:CB 2.44 0.65
1:F:25:ALA:O 1:F:29:ALA:CB 2.44 0.65
1:G:325:ASP:0D2 1:H:56:GLN:N 2.27 0.65
1:K:164:LEU:HD12 | 1:K:166:ASP:HB3 1.77 0.65
1:L:586:THR:HG22 | 1:L:590:GLN:HE22 1.61 0.65
1:E:160:SER:OG 1:E:172:HIS:ND1 2.22 0.65
1:E:650:ILE:HA 1:E:653:ILE:HD12 1.77 0.65
1:D:457:MET:O 1:D:458:ARG:HG2 1.96 0.65
1:H:22:SER:O 1:H:26:ARG:HG2 1.97 0.65
1:I:87:ARG:HG2 1:1:89:ASP:H 1.60 0.65
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Atom-1 Atom-2 distance (A) | overlap (A)

1:L:457:MET:O 1:L:458:ARG:HG2 1.96 0.65
1:F:221:GLU:HG2 1:F:280:ILE:HG12 1.79 0.65
1:K:22:SER.:O 1:K:26:ARG:HG2 1.96 0.65
1:K:58:ASP:HA 1:K:327:GLN:OFE1 1.95 0.65
1:A:22:SER:O 1:A:26:ARG:HG2 1.96 0.65
1:A:93:VAL:O 1:A:96:GLY:N 2.30 0.65
1:E:83:LYS:HB2 1:E:515:GLU:HB3 1.78 0.65
1:J:58:ASP:HB3 1:J:60: VAL:HG23 1.79 0.65
1:A:510:ILE:HG12 1:A:512:GLY:H 1.62 0.65
1:H:93:VAL:O 1:H:96:GLY:N 2.30 0.65
1:C:160:SER.:OG 1:C:172:HIS:ND1 2.23 0.65
1:E:577:ILE:HD12 1:E:584:PRO:HB3 1.79 0.65
1:H:221:GLU:HG2 1:H:280:ILE:HG12 1.78 0.65
1:H:613:GLY:CA 1:H:616:LEU:HD13 2.26 0.65
1:C:362:MET:HA 1:C:366:ASN:HB2 1.79 0.64
1:1:22:SER:O 1:1:26:ARG:HG2 1.96 0.64
1:1:38: VAL:HG21 1:1:324:LYS:HD2 1.79 0.64
1:J:25:ALA:O 1:J:29:ALA:CB 2.45 0.64
1:A:83:LYS:HB2 1:A:515:GLU:HB3 1.78 0.64
1:.C:457:MET:O 1:C:458:ARG:HG2 1.97 0.64
1:E:22:SER:O 1:E:26:ARG:HG2 1.97 0.64
1:K:270:GLN:NE2 1:K:271:ILE:O 2.30 0.64
1:A:457:MET:O 1:A:458:ARG:HG2 1.98 0.64
1:C:586: THR:HG22 | 1:C:590:GLN:HE22 1.61 0.64
1:F:87:ARG:HG2 1:F:89:ASP:H 1.62 0.64
1:G:58:ASP:HB3 1:G:60: VAL:HG23 1.78 0.64
1:L:650:ILE:HA 1:L:653:ILE:HD12 1.78 0.64
1:C:510:ILE:HG12 1:C:512:GLY:H 1.62 0.64
1:D:22:SER:O 1:D:26:ARG:HG2 1.96 0.64
1:F:577:ILE:-HG12 1:F:597:GLN:NE2 2.13 0.64
1:K:650:ILE:HA 1:K:653:ILE:HD12 1.77 0.64
1:A:183:GLY:HA3 | 1:L:161:ASN:HD21 1.63 0.64
1:L:25:ALA:O 1:L:29:ALA:CB 2.44 0.64
1:A:58:ASP:HB3 1:A:60:VAL:HG23 1.79 0.64
1:C:93:VAL:O 1:C:96:GLY:N 2.31 0.64
1:E:79:LEU:H 1:E:520:VAL:HA 1.62 0.64
1:G:556: TYR:HB3 1:G:572:ALA:HB2 1.78 0.64
1:G:310:VAL:HG22 1:H:40:GLN:HG3 1.79 0.64
1:H:452:ASN:OD1 1:H:453:LEU:N 2.31 0.64
1:C:87:ARG:HG2 1:C:89:ASP:H 1.63 0.64
1:E:612:GLN:HA 1:E:615:LEU:HD13 1.78 0.64
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1:F:134:ASP:0OD1 1:F:141:ASN:ND2 2.26 0.64
1:F:270:GLN:NE2 1:F:271:ILE:O 2.31 0.64
1:1:433:ASP:O 1:1L:437:GLN:N 2.30 0.64
1:B:164:LEU:HD12 1:B:166:ASP:HB3 1.79 0.64
1:C:452:ASN:OD1 1:C:453:LEU:N 2.31 0.64
1:D:510:ILE:HG12 1:D:512:GLY:H 1.63 0.64
1:G:433:ASP:O 1:G:437:GLN:N 2.29 0.64
1:B:457:MET:O 1:B:458:ARG:HG2 1.98 0.64
1:B:510:ILE:HG12 1:B:512:GLY:H 1.63 0.64
1:B:87:ARG:HG2 1:B:89:ASP:H 1.62 0.64
1:D:113:ILE:HG13 1:D:148:PRO:HB2 1.80 0.64
1:J:58:ASP:HA 1:J:327:GLN:OE1 1.97 0.64
1:K:25:ALA:O 1:K:29:ALA:CB 2.45 0.64
1:K:457:MET:O 1:K:458:ARG:HG2 1.98 0.64
1:L:510:ILE:HG12 1:L:512:GLY:H 1.61 0.64
1:A:96:GLY:O 1:A:100: THR:OG1 2.09 0.64
1:F:353:PRO:HA 1:G:373:LEU:HD?23 1.80 0.64
1:A:38:VAL:HG21 1:A:324:LYS:HD2 1.79 0.64
1:D:134:ASP:OD1 1:D:141:ASN:ND2 2.26 0.64
1:E:457:MET:0O 1:E:458: ARG:HG2 1.97 0.64
1:H:577:ILE:HG12 1:H:597:GLN:NE2 2.11 0.64
1:K:87:ARG:HG2 1:K:89:ASP:H 1.63 0.64
1:D:650:1LE:HA 1:D:653:1ILE:HD12 1.80 0.63
1:1:270:GLN:NE2 1:.I:271:ILE:O 2.31 0.63
1:B:93:VAL:O 1:B:96:GLY:N 2.31 0.63
1:D:79:LEU:H 1:D:520:VAL:HA 1.62 0.63
1:D:93:VAL:O 1:D:96:GLY:N 2.30 0.63
1:D:96:GLY:O 1:D:100: THR:OG1 2.08 0.63
1:E:58:ASP:HB3 1:E:60:VAL:HG23 1.79 0.63
1:F:93:VAL:O 1:F:96:GLY:N 2.31 0.63
1:G:586:THR:HG22 | 1:G:590:GLN:HE22 1.61 0.63
1:H:58:ASP:HB3 1:H:60:VAL:HG23 1.80 0.63
1:1:339:ASP:HA 1:1:342:ALA:HB3 1.81 0.63
1:I:510:ILE:HG12 1:1:512:GLY:H 1.63 0.63
1:K:38:VAL:HG21 1:K:324:LYS:HD2 1.80 0.63
1:A:79:LEU:H 1:A:520:VAL:HA 1.62 0.63
1:C:353:PRO:HA 1:D:373:LEU:HD23 1.80 0.63
1:E:117:GLU:HB3 | 1:E:123:VAL:HG23 1.81 0.63
1:G:437:GLN:HG2 | 1:G:520:VAL:HG21 1.80 0.63
1:1:457:-MET:O 1:1:458:ARG:HG2 1.97 0.63
1:J:93:VAL:O 1:J:96:GLY:N 2.31 0.63
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1:L:511:ARG:HD3 | 1:L:513:ARG:HH22 1.63 0.63
1:G:457:MET:O 1:G:458:ARG:HG2 1.98 0.63
1:L:134:ASP:OD1 1:1:141:ASN:ND2 2.24 0.63
1:L:80:TYR:HD1 1:L:518: THR:HA 1.64 0.63
1:B:309:PHE:HB3 1:B:312:ASP:HA 1.81 0.63
1:H:339:ASP:HA 1:H:342:ALA:HB3 1.80 0.63
1:L:164:LEU:-HD12 1:L:166:ASP:HB3 1.79 0.63
1:L:58:ASP:HB3 1:L:60: VAL:HG23 1.79 0.63
1:L:79:LEU:H 1:1L:520:VAL:HA 1.62 0.63
1:J:164:LEU:HD12 1:J:166:ASP:HB3 1.81 0.63
1:J:511:ARG:HD3 | 1:J:513:ARG:HH22 1.62 0.63
1:L:87:ARG:HG2 1:1:89:ASP:H 1.62 0.63
1:D:38:VAL:HG21 1:D:324:LYS:HD2 1.80 0.63
1:G:339:ASP:HA 1:G:342:ALA:HB3 1.80 0.63
1:J:362:MET:HA 1:J:366:ASN:HB2 1.80 0.63
1:A:339:ASP:HA 1:A:342:ALA:HB3 1.79 0.63
1:C:577:ILE:HD12 1:C:584:PRO:HB3 1.81 0.63
1:F:297:HIS:CD2 1:F:298:.ILE:HG13 2.33 0.63
1:G:22:SER:O 1:G:26:ARG:HG2 1.98 0.63
1:L:250:ASP:0OD1 1:L:251:ILE:N 2.32 0.63
1:L:613:GLY:O 1:L:616:LEU:HD12 1.99 0.63
1:C:80:TYR:HD1 1:C:518: THR:HA 1.64 0.63
1:D:250:ASP:0OD1 1:D:251:1LE:N 2.32 0.63
1:D:452:ASN:OD1 1:D:453:LEU:N 2.32 0.63
1:E:452:ASN:OD1 1:E:453:LEU:N 2.32 0.63
1:G:650:1ILE:HA 1:G:653:ILE:HD12 1.81 0.63
1:H:418:LEU:HD23 | 1:H:429:GLN:HBS3 1.81 0.63
1:A:577:ILE:HG12 1:A:597:GLN:NE2 2.13 0.62
1:B:250:ASP:OD1 1:B:251:1LE:N 2.32 0.62
1:F:339:ASP:HA 1:F:342:ALA:HB3 1.81 0.62
1:H:96:GLY:O 1:H:100: THR:OG1 2.08 0.62
1:K:577:ILE:HD12 1:K:584:PRO:HB3 1.81 0.62
1:A:666:ARG:NH1 1:L:667:GLU:HG2 2.14 0.62
1:A:83:LYS:HE2 1:A:85:GLY:HA3 1.81 0.62
1:B:160:SER:OG 1:B:172:HIS:ND1 2.23 0.62
1:B:276:VAL:HG22 1:B:296:GLU:HA 1.81 0.62
1:E:38:VAL:HG21 1:E:324:LYS:HD2 1.79 0.62
1:H:310:VAL:HG22 1:1:40:GLN:HG3 1.80 0.62
1:J:577: ILE:HG12 1:J:597:GLN:NE2 2.15 0.62
1:L:612:GLN:HA 1:L:615:LEU:HD13 1.81 0.62
1:A:41:TRP:CH2 1:A:44:TRP:HB2 2.34 0.62
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1:B:452:ASN:OD1 1:B:453:LEU:N 2.32 0.62
1:B:437:GLN:HG2 | 1:B:520:VAL:HG21 1.82 0.62
1:C:250:ASP:OD1 1:C:251:1LE:N 2.32 0.62
1:K:37:ARG:NH1 1:K:48: TYR:OH 2.29 0.62
1:L:22:SER:O 1:L:26:ARG:HG2 2.00 0.62
1:1L:83:LYS:HE2 1:L:85:GLY:HA3 1.82 0.62
1:A:297:HIS:CD2 1:A:298:ILE:HG13 2.35 0.62
1:C:528:LYS:HZ3 1:C:560:LEU:HD23 1.65 0.62
1:C:355:GLN:HG2 | 1:D:376:ARG:HH12 1.63 0.62
1:G:113:ILE:HG13 1:G:148:PRO:HB2 1.81 0.62
1:L:37:ARG:NH1 1:L:48: TYR:OH 2.29 0.62
1:E:577:ILE:HG12 1:E:597:GLN:NE2 2.12 0.62
1:F:79:LEU:H 1:F:520: VAL:HA 1.64 0.62
1:G:434:THR:HG22 | 1:H:108:LYS:HE3 1.81 0.62
1:I.164:LEU:HD12 1:1:166:ASP:HB3 1.80 0.62
1:1:83:LYS:HE2 1:1:85:GLY:HA3 1.80 0.62
1:K:362:.MET:HA 1:K:366:ASN:HB2 1.80 0.62
1:B:221:GLU:HG2 1:B:280:ILE:HG12 1.82 0.62
1:H:510:ILE:HG12 1:H:512:GLY:H 1.63 0.62
1:A:160:SER:OG 1:A:172:HIS:ND1 2.22 0.62
1:A:452:ASN:OD1 1:A:453:LEU:N 2.33 0.62
1:A:556: TYR:HB3 1:A:572:ALA:HB2 1.80 0.62
1:C:22:SER.:O 1:C:26:ARG:HG2 2.00 0.62
1:C:83:LYS:HE2 1:C:85:GLY:HA3 1.80 0.62
1:E:297:HIS:CD2 1:E:298:1LE:HG13 2.35 0.62
1:E:437:GLN:HG2 | 1:E:520:VAL:HG21 1.82 0.62
1:G:250:ASP:OD1 1:G:251:1LE:N 2.33 0.62
1:G:321:ARG:HA 1:G:324:LYS:HE2 1.81 0.62
1:H:58:ASP:HA 1:H:327:GLN:OE1 1.98 0.62
1:1:452:ASN:OD1 1:1:453:LEU:N 2.33 0.62
1:1:511:ARG:HD3 1:1:513:ARG:HH22 1.62 0.62
1:J:577:ILE:HD12 1:J:584:PRO:HB3 1.82 0.62
1:J:250:ASP:OD1 1:J:251:ILE:N 2.33 0.62
1:J:297:HIS:CD2 1:J:298:ILE:HG13 2.35 0.62
1:L:113:ILE:HG13 1:1L:148:PRO:HB2 1.81 0.62
1:L:362:MET:HA 1:L:366:ASN:HB2 1.80 0.62
1:1:653:ILE:O 1:L:657:-MET:HG2 2.00 0.62
1:K:664:GLU:HG3 | 1:L:659:LEU:HD22 1.80 0.62
1:B:577:ILE:HG12 1:B:597:GLN:NE2 2.13 0.62
1:G:79:LEU:H 1:G:520:VAL:HA 1.65 0.62
1:H:160:SER:OG 1:H:172:HIS:ND1 2.22 0.62
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Atom-1 Atom-2 distance (A) | overlap (A)
1:1:83:LYS:HB2 1:1:515:GLU:HB3 1.81 0.62
1:J:339:ASP:HA 1:J:342:ALA:HB3 1.82 0.62
1:K:117:GLU:HB3 | 1:K:123:VAL:HG23 1.81 0.62
1:K:236:GLN:HB2 1:K:265:LYS:HD2 1.81 0.62
1:H:653:ILE:O 1:H:657:MET:HG2 2.00 0.61
1:A:372: TYR:HB3 1:L:350:PHE:CD1 2.35 0.61
1:C:41:TRP:CH2 1:C:44: TRP:HB2 2.34 0.61
1:E:250:ASP:OD1 1:E:251:ILE:N 2.33 0.61
1:H:113:ILE:HG13 1:H:148:PRO:HB2 1.81 0.61
1:1:93:VAL:O 1:1:96:GLY:N 2.33 0.61
1:L:577:1ILE:HD12 1:L:584:PRO:HB3 1.81 0.61
1:A:250:ASP:OD1 1:A:251:ILE:N 2.33 0.61
1:B:134:ASP:OD1 1:B:141:ASN:ND2 2.30 0.61
1:C:83:LYS:HB2 1:C:515:GLU:HB3 1.82 0.61
1:J:113:ILE:HG13 1:J:148:PRO:HB2 1.81 0.61
1:L:83:LYS:HB2 1:L:515:GLU:HB3 1.80 0.61
1:A:113:ILE:HG13 1:A:148:PRO:HB2 1.82 0.61
1:A:667:GLU:HG2 1:B:666:ARG:NH1 2.15 0.61
1:A:664:GLU:OE2 1:B:666:ARG:NH2 2.34 0.61
1:C:339:ASP:HA 1:C:342:ALA:HB3 1.81 0.61
1:C:363:TYR:OH 1:C:373:LEU:O 2.15 0.61
1:C:310:VAL:HG22 1:D:40:GLN:HG3 1.83 0.61
1:E:667:GLU:HG2 1:F:666:ARG:NH1 2.14 0.61
1:H:270: GLN:NE2 1:H:271:ILE:O 2.33 0.61
1:H:362:MET:HA 1:H:366:ASN:HB2 1.81 0.61
1:1:297:HIS:CD2 1:1:298:ILE:HG13 2.35 0.61
1:I:577:ILE:HD12 1:1:584:PRO:HB3 1.82 0.61
1:K:221:GLU:HG2 1:K:280:ILE:HG12 1.81 0.61
1:L:270: GLN:NE2 1:L:271:ILE:O 2.33 0.61
1:B:363: TYR:OH 1:B:373:LEU:O 2.14 0.61
1:B:79:LEU:H 1:B:520:VAL:HA 1.64 0.61
1:F:250:ASP:0OD1 1:F:251:ILE:N 2.33 0.61
1:H:236:GLN:HB2 1:H:265:LYS:HD?2 1.83 0.61
1:K:250:ASP:OD1 1:K:251:ILE:N 2.33 0.61
1:H:83:LYS:HB2 1:H:515:GLU:HB3 1.81 0.61
1:A:434: THR:HG22 1:B:108:LYS:HE3 1.83 0.61
1:A:511:ARG:HD3 | 1:A:513:ARG:HH22 1.65 0.61
1:E:434: THR:HG22 1:F:108:LYS:HE3 1.82 0.61
1:G:362:MET:HA 1:G:366:ASN:HB2 1.82 0.61
1:H:612:GLN:HA 1:H:615:LEU:CD1 2.31 0.61
1:J:452:ASN:OD1 1:J:453:LEU:N 2.33 0.61
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Atom-1 Atom-2 distance (A) | overlap (A)

1:J:87:ARG:HG2 1:J:89:ASP:H 1.64 0.61
1:B:297:HIS:CD2 1:B:298:1LE:HG13 2.36 0.61
1:E:113:ILE:HG13 1:E:148:PRO:HB2 1.83 0.61
1:G:134:ASP:OD1 1:G:141:ASN:ND2 2.27 0.61
1:G:297:HIS:CD2 1:G:298:ILE:HG13 2.36 0.61
1:A:134:ASP:OD1 1:A:141:ASN:ND2 2.25 0.61
1:B:434: THR:HG22 1:C:108:LYS:HE3 1.83 0.61
1:C:37:ARG:NH1 1:C:48: TYR:OH 2.33 0.61
1:D:232:ALA:HB1 1:D:268:GLU:HA 1.82 0.61
1:D:362:MET:HA 1:D:366:ASN:HB2 1.83 0.61
1:D:399:GLN:HA 1:D:402:ALA:HB3 1.83 0.61
1:E:350:PHE:N 1:E:390:ALA:O 2.29 0.61
1:F:96:GLY:O 1:F:100: THR:OG1 2.11 0.61
1:G:639:VAL:O 1:G:643:ASN:ND2 2.31 0.61
1:G:96:GLY:O 1:G:100: THR:OG1 2.10 0.61
1:J:510:ILE:HG12 1:J:512:GLY:H 1.64 0.61
1:K:101:ASP:0OD2 1:K:144:1LE:HG12 2.00 0.61
1:K:79:LEU:H 1:K:520:VAL:HA 1.65 0.61
1:D:161:ASN:HD21 | 1:E:183:GLY:HA3 1.64 0.61
1:D:87:ARG:HG2 1:D:89:ASP:H 1.66 0.61
1:K:161:ASN:HD21 | 1:L:183:GLY:HA3 1.66 0.61
1:1L:452:ASN:OD1 1:L:453:LEU:N 2.33 0.61
1:A:58:ASP:HA 1:A:327:GLN:OE1 2.01 0.60
1:1:434: THR:HG21 1:J:72:ARG:HG3 1.82 0.60
1:B:38:VAL:HG21 1:B:324:LYS:HD2 1.83 0.60
1:C:653:1LE:O 1:C:657:-MET:HG2 2.01 0.60
1:D:438:LEU:HD11 1:E:108:LYS:HD3 1.83 0.60
1:F:556: TYR:HB3 1:F:572:ALA:HB2 1.83 0.60
1:H:297:HIS:CD2 1:H:298:1ILE:HG13 2.35 0.60
1:J:96:GLY:O 1:J:100: THR:OG1 2.10 0.60
1:D:37:ARG:NH1 1:D:48:TYR:OH 2.33 0.60
1:E:603:GLN:O 1:E:606:PRO:HD3 2.01 0.60
1:A:221:GLU:HG2 1:A:280:ILE:HG12 1.81 0.60
1:F:452:ASN:OD1 1:F:453:LEU:N 2.33 0.60
1:K:83:LYS:HB2 1:K:515:GLU:HB3 1.83 0.60
1:C:297:HIS:CD2 1:C:298:.1LE:HG13 2.35 0.60
1:1:309:PHE:HB3 1:1:312:ASP:HA 1.83 0.60
1:J:236:GLN:HB2 1:J:265:LYS:HD2 1.84 0.60
1:1:310: VAL:HG22 1:J:40:GLN:HG3 1.83 0.60
1:J:310:VAL:HG22 1:K:40:GLN:HG3 1.84 0.60
1:B:603:GLN:O 1:B:606:PRO:HD3 2.01 0.60
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Atom-1 Atom-2 distance (A) | overlap (A)

1:E:653:ILE:O 1:E:657:MET:HG2 2.02 0.60
1:G:164:.LEU:HD12 | 1:G:166:ASP:HB3 1.84 0.60
1:H:250:ASP:OD1 1:H:251:1ILE:N 2.34 0.60
1:1:250:ASP:OD1 1:1:251:ILE:N 2.34 0.60
1:J:83:LYS:HB2 1:J:515:GLU:HB3 1.83 0.60
1:K:434:THR:HG22 1:L:108:LYS:HE3 1.83 0.60
1:K:452:ASN:OD1 1:K:453:LEU:N 2.34 0.60
1:K:577:ILE:HG12 1:K:597:GLN:NE2 2.13 0.60
1:A:362:MET:HA 1:A:366:ASN:HB2 1.83 0.60
1:A:577:1ILE:HD12 1:A:584:PRO:HB3 1.82 0.60
1:B:426:ASN:O 1:B:429:GLN:NE2 2.34 0.60
1:F:653:ILE:O 1:F:657:MET:HG2 2.02 0.60
1:1:221:GLU:HG2 1:1:280:ILE:HG12 1.83 0.60
1:J:433:ASP:O 1:J:437:GLN:N 2.30 0.60
1:A:526:SER:O 1:A:530:GLN:HG3 2.01 0.60
1:B:362:MET:HA 1:B:366:ASN:HB2 1.84 0.60
1:E:134:ASP:OD1 1:E:141:ASN:ND2 2.24 0.60
1:F:434: THR:HG22 1:G:108:LYS:HE3 1.83 0.60
1:B:37:ARG:NH1 1:B:48:TYR:OH 2.35 0.60
1:C:101:ASP:0OD2 1:C:144:1LE:HG12 2.02 0.60
1:C:263:PHE:O 1:C:265:LYS:HG3 2.02 0.60
1:G:452:ASN:OD1 1:G:453:LEU:N 2.35 0.60
1:1:362:.MET:HA 1:1:366:ASN:HB2 1.82 0.60
1:B:41: TRP:CH2 1:B:44: TRP:HB2 2.37 0.60
1:D:310:VAL:HG22 1:E:40:GLN:HG3 1.83 0.60
1:F:577:ILE:HD12 1:F:584:PRO:HB3 1.82 0.60
1:H:79:LEU:H 1:H:520:VAL:HA 1.67 0.60
1:L:117:GLU:HB3 1:1:123:VAL:HG23 1.82 0.60
1:B:577:ILE:HD12 1:B:584:PRO:HB3 1.83 0.59
1:B:653:ILE:O 1:B:657:-MET:HG2 2.01 0.59
1:E:362:MET:HA 1:E:366:ASN:HB2 1.84 0.59
1:G:577:ILE:HD12 1:G:584:PRO:HB3 1.82 0.59
1:H:321:ARG:HA 1:H:324:LYS:HE2 1.84 0.59
1:1:363: TYR:OH 1:1:373:LEU:O 2.16 0.59
1:J:433:ASP:HA 1:J:436:ASN:HB3 1.84 0.59
1:A:108:LYS:HE3 1:1:434: THR:HG22 1.84 0.59
1:E:526:SER:O 1:E:530:GLN:HG3 2.03 0.59
1:F:350:PHE:HB2 1:F:390:ALA:HB3 1.84 0.59
1:F:433:ASP:O 1:F:437:GLN:N 2.34 0.59
1:F:310: VAL:HG22 1:G:40:GLN:HG3 1.84 0.59
1:J:434: THR:HG22 1:K:108:LYS:HE3 1.83 0.59
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Atom-1 Atom-2 distance (A) | overlap (A)
1:J:79.LEU:H 1:J:520:VAL:HA 1.67 0.59
1:K:443:ASP:0OD1 1:K:444:LEU:N 2.35 0.59
1:A:236:GLN:HB2 1:A:265:LYS:HD2 1.84 0.59
1:D:410:SER:O 1:D:414:GLU:HG2 2.02 0.59
1:D:526:SER:O 1:D:530:GLN:HG3 2.01 0.59
1:D:603:GLN:O 1:D:606:PRO:HD3 2.02 0.59
1:E:236:GLN:HB2 1:E:265:LYS:HD2 1.84 0.59
1:D:667:GLU:HG2 1:E:666:ARG:NH1 2.18 0.59
1:H:434: THR:HG22 1:1:108:LYS:HE3 1.83 0.59
1:1:161:ASN:HD21 1:J:183:GLY:HA3 1.66 0.59
1:A:399:GLN:HA 1:A:402:ALA:HB3 1.83 0.59
1:C:221:GLU:HG2 1:C:280:ILE:HG12 1.82 0.59
1:D:353:PRO:HA 1:E:373:LEU:HD23 1.85 0.99
1:D:577:ILE:HD12 1:D:584:PRO:HB3 1.84 0.99
1:E:556: TYR:HB3 1:E:572:ALA:HB2 1.84 0.59
1:1:526:SER.: O 1:1:530:GLN:HG3 2.02 0.59
1:A:662:GLN:HA 1:A:665:PHE:CD2 2.38 0.59
1:B:80:TYR:HD1 1:B:518: THR:HA 1.67 0.59
1:B:78:VAL:HG22 | 1:B:520:VAL:HG12 1.82 0.59
1:D:83:LYS:HE?2 1:D:85:GLY:HA3 1.83 0.59
1:G:443:ASP:OD1 1:G:444:LEU:N 2.36 0.59
1:H:577:ILE:HD12 1:H:584:PRO:HB3 1.83 0.59
1:.1.:79:LEU:H 1:1:520: VAL:HA 1.68 0.59
1:J:221:GLU:HG2 1:J:280:ILE:HG12 1.84 0.59
1:L:437:GLN:HG2 | 1:L:520:VAL:HG21 1.84 0.59
1:L:603:GLN:O 1:L:606:PRO:HD3 2.01 0.59
1:B:232:ALA:HB1 1:B:268:GLU:HA 1.84 0.59
1:B:526:SER:O 1:B:530:GLN:HG3 2.03 0.59
1:C:156:VAL:HA 1:C:174:THR:O 2.02 0.59
1:C:96:GLY:O 1:C:100: THR:OG1 2.11 0.59
1:E:433:ASP:O 1:E:437:GLN:N 2.34 0.59
1:F:363: TYR:OH 1:F:373:LEU:O 2.16 0.59
1:F:443:ASP:0OD1 1:F:444.LEU:N 2.36 0.59
1:G:526:SER:O 1:G:530:GLN:HG3 2.03 0.59
1:H:603:GLN:O 1:H:606:PRO:HD3 2.02 0.59
1:J:556: TYR:HB3 1:J:572:ALA:HB2 1.85 0.59
1:K:418:LEU:HD23 | 1:K:429:GLN:HB3 1.84 0.59
1:1:526:SER:O 1:L:530:GLN:HG3 2.03 0.59
1:A:156:VAL:HA 1:A:174:THR:O 2.03 0.59
1:C:443:ASP:0OD1 1:C:444:LEU:N 2.35 0.59
1:H:161:ASN:HD21 1:1:183:GLY:HA3 1.68 0.59
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Atom-1 Atom-2 distance (A) | overlap (A)

1:K:526:SER:O 1:K:530:GLN:HG3 2.03 0.59
1:K:83:LYS:HE2 1:K:85:GLY:HA3 1.85 0.59
1:A:373:LEU:HD23 1:1:353:PRO:HA 1.85 0.59
1:A:443:ASP:OD1 1:A:444:LEU:N 2.36 0.59
1:H:556: TYR:HB3 1:H:572:ALA:HB2 1.85 0.59
1:1:434: THR:HG22 1:J:108:LYS:HE3 1.85 0.59
1:B:350:PHE:CD1 1:C:372:TYR:HB3 2.38 0.59
1:F:117:GLU:HB3 | 1:F:123:VAL:HG23 1.83 0.59
1:J:526:SER:O 1:J:530:GLN:HG3 2.03 0.59
1:K:410:SER:O 1:K:414:GLU:HG2 2.03 0.59
1:A:433:ASP:O 1:A:437:GLN:N 2.35 0.59
1:B:156:VAL:HA 1:B:174: THR.:O 2.02 0.59
1:B:443:ASP:OD1 1:B:444:LEU:N 2.35 0.59
1:C:526:SER:O 1:C:530:GLN:HG3 2.02 0.59
1:D:309:PHE:HB3 1:D:312:ASP:HA 1.85 0.59
1:G:156:VAL:HA 1:G:174: THR:O 2.03 0.59
1:F:350:PHE:CD1 1:G:372:TYR:HB3 2.37 0.59
1:I:113:ILE:HG13 1:1:148:PRO:HB2 1.83 0.59
1:A:375:ASN:OD1 1:A:376:ARG:N 2.36 0.58
1:B:201:PHE:CD1 1:B:283:CYS:HB2 2.38 0.58
1:C:603:GLN:O 1:C:606:PRO:HD3 2.03 0.58
1:D:443:ASP:0OD1 1:D:444:LEU:N 2.36 0.58
1:D:653:1ILE:O 1:D:657-MET:HG2 2.02 0.58
1:E:41: TRP:CH2 1:E:44: TRP:HB2 2.37 0.58
1:G:83:LYS:HB2 1:G:515:GLU:HB3 1.84 0.58
1:A:363: TYR:OH 1:A:373:LEU:O 2.18 0.58
1:C:613:GLY:HA2 | 1:C:616:LEU:HD13 1.83 0.58
1:G:618:GLY:O 1:G:621:GLU:HB2 2.03 0.58
1:H:433:ASP:O 1:H:437:GLN:N 2.33 0.58
1:1:356:1LE:HG21 1:J:373:LEU:HD21 1.85 0.58
1:J:375:ASN:OD1 1:J:376:ARG:N 2.36 0.58
1:J:83:LYS:HE2 1:J:85:GLY:HA3 1.85 0.58
1:G:612:GLN:HA 1:G:615:LEU:CD1 2.32 0.58
1:1:653:ILE:O 1:I:657-MET:HG2 2.04 0.58
1:A:310:VAL:HG22 1:B:40:GLN:HG3 1.85 0.58
1:J:603:GLN:O 1:J:606:PRO:HD3 2.03 0.58
1:B:612:GLN:HA 1:B:615:LEU:CD1 2.33 0.58
1:B:83:LYS:HB2 1:B:515:GLU:HB3 1.85 0.58
1:C:589:GLU:O 1:C:593:LEU:HB2 2.04 0.58
1:D:434: THR:HG22 1:E:108:LYS:HE3 1.84 0.58
1:G:83:LYS:HE2 1:G:85:GLY:HA3 1.86 0.58
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1:H:589:GLU:O 1:H:593:LEU:HB2 2.04 0.58
1:I:418:LEU:HD23 1:1:429:GLN:HB3 1.85 0.58
1:K:350:PHE:CD1 1:L:372:TYR:HB3 2.37 0.58
1:1:443:ASP:OD1 1:1:444:LEU:N 2.36 0.58
1:B:117:GLU:HB3 | 1:B:123:VAL:HG23 1.83 0.58
1:B:618:GLY:O 1:B:621:GLU:HB2 2.03 0.58
1:B:82:PRO:HB3 1:B:90:ALA:HB3 1.86 0.58
1:C:650:ILE:HA 1:C:653:ILE:HD12 1.86 0.58
1:D:613:GLY:O 1:D:616:LEU:HD12 2.04 0.58
1:E:87:ARG:HG2 1:E:89:ASP:H 1.67 0.58
1:F:193:LEU:HD21 1:F:288:LYS:HZ3 1.69 0.58
1:G:653:ILE:O 1:G:657:MET:HG2 2.03 0.58
1:H:526:SER:O 1:H:530:GLN:HG3 2.03 0.58
1:1:556: TYR:HB3 1:1:572:ALA:HB2 1.85 0.58
1:J:29:ALA:O 1:J:33:LEU:HB2 2.04 0.58
1:K:337:ASN:HA 1:K:340:ILE:HD12 1.86 0.58
1:K:618:GLY:O 1:K:621:GLU:HB2 2.03 0.58
1:C:236:GLN:HB2 1:C:265:LYS:HD?2 1.85 0.58
1:C:321:ARG:HA 1:C:324:LYS:HE?2 1.84 0.58
1:E:339:ASP:HA 1:E:342: ALA:HB3 1.84 0.58
1:D:350:PHE:CD1 1:E:372: TYR:HB3 2.38 0.58
1:F:362:MET:HA 1:F:366:ASN:HB2 1.85 0.58
1:F:526:SER.:O 1:F:530:GLN:HG3 2.03 0.58
1:F:667:GLU:HG2 1:G:666:ARG:NH1 2.18 0.58
1:H:399:GLN:HA 1:H:402:ALA:HB3 1.85 0.58
1:A:603:GLN:O 1:A:606:PRO:HD3 2.02 0.58
1:D:639:VAL:O 1:D:643:ASN:ND2 2.37 0.58
1:E:263:PHE:O 1:E:265:LYS:HG3 2.04 0.58
1:H:410:SER:O 1:H:414:GLU:HG2 2.03 0.58
1:1:41: TRP:CH2 1:1:44: TRP:HB2 2.39 0.58
1:J:117:GLU:HB3 1:J:123:VAL:HG23 1.86 0.58
1:L:263:PHE:O 1:L:265:LYS:HG3 2.03 0.58
1:D:263:PHE:O 1:D:265:LYS:HG3 2.03 0.58
1:D:297:HIS:CD2 1:D:298:ILE:HG13 2.39 0.58
1:G:375:ASN:OD1 1:G:376:ARG:N 2.36 0.58
1:G:80:TYR:HD1 1:G:518: THR:HA 1.69 0.58
1:H:350:PHE:CD1 1:1:372: TYR:HB3 2.39 0.58
1:K:297:HIS:CD2 1:K:298:1LE:HG13 2.39 0.58
1:K:375:ASN:OD1 1:K:376:ARG:N 2.35 0.58
1:L:162:SER:HB2 1:L:170:ALA:HB2 1.84 0.58
1:L:639:VAL:O 1:L:643:ASN:ND2 2.36 0.58
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:434: THR:HG22 | 1:D:108:LYS:HE3 1.86 0.58
1:C:577:ILE:HG12 1:C:597:GLN:NE2 2.13 0.58
1:D:221:GLU:HG2 1:D:280:ILE:HG12 1.86 0.58
1:D:41: TRP:CH2 1:D:44: TRP:HB2 2.39 0.58
1:1:443:ASP:0OD1 1:1:444:LEU:N 2.36 0.58
1:J:350:PHE:CD1 1:K:372:TYR:HB3 2.39 0.58
1:1:236:GLN:HB2 1:L:265:LYS:HD2 1.84 0.58
1:A:653:ILE:O 1:A:657:MET:HG2 2.04 0.57
1:B:375:ASN:OD1 1:B:376:ARG:N 2.37 0.57
1:B:83:LYS:HE2 1:B:85:GLY:HA3 1.85 0.57
1:E:443:ASP:0OD1 1:E:444:LEU:N 2.37 0.57
1:G:603:GLN:O 1:G:606:PRO:HD3 2.04 0.57
1:1:399:GLN:HA 1:1:402:ALA:HB3 1.86 0.57
1:K:612:GLN:HA 1:K:615:LEU:CD1 2.34 0.57
1:A:117:GLU:HB3 | 1:A:123:VAL:HG23 1.86 0.57
1:C:511:ARG:HD3 | 1:C:513:ARG:HH22 1.68 0.57
1:C:639:VAL:O 1:C:643:ASN:ND2 2.36 0.57
1:D:275:ARG:INH2 1:D:293:ILE:O 2.30 0.57
1:D:80:TYR:HD1 1:D:518: THR:HA 1.69 0.57
1:E:96:GLY:O 1:E:100: THR:OG1 2.10 0.57
1:G:263:PHE:O 1:G:265:LYS:HG3 2.04 0.57
1:J:443:ASP:0OD1 1:J:444:LEU:N 2.37 0.57
1:1:399:GLN:HA 1:1:402:ALA:HB3 1.87 0.57
1:A:659:LEU:HD22 | 1:L:664:GLU:HG3 1.87 0.57
1:A:127:ARG:HB3 1:A:147:GLU:HB2 1.87 0.57
1:B:433:ASP:O 1:B:437:GLN:N 2.31 0.57
1:D:433:ASP:O 1:D:437:GLN:N 2.32 0.57
1:E:511:ARG:HD3 | 1:E:513:ARG:HH22 1.69 0.57
1:F:603:GLN:O 1:F:606:PRO:HD3 2.05 0.57
1:G:363: TYR:OH 1:G:373:LEU:O 2.18 0.57
1:J:276:VAL:HG22 1:J:296:GLU:HA 1.85 0.57
1:K:162:SER:HB2 1:K:170:ALA:HB2 1.86 0.57
1:L:297:HIS:CD2 1:L:298:ILE:HG13 2.40 0.57
1:C:438:LEU:HD11 1:D:108:LYS:HD3 1.85 0.57
1:D:363: TYR:OH 1:D:373:LEU:O 2.14 0.57
1:F:350:PHE:N 1:F:390:ALA:O 2.31 0.57
1:J:410:SER:O 1:J:414.GLU:HG2 2.04 0.57
1:K:232:ALA:HB1 1:K:268:GLU:HA 1.86 0.57
1:L:232:ALA:HB1 1:L:268:GLU:HA 1.86 0.57
1:F:201:PHE:CD1 1:F:283:CYS:HB2 2.40 0.57
1:F:83:LYS:HE2 1:F:85:GLY:HA3 1.86 0.57
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:K:113:ILE:HG13 1:K:148:PRO:HB2 1.85 0.57
1:D:83:LYS:HB2 1:D:515:GLU:HB3 1.85 0.57
1:E:321:ARG:HA 1:E:324:LYS:HE2 1.85 0.57
1:E:399:GLN:HA 1:E:402:ALA:HB3 1.86 0.57
1:G:236:GLN:HB2 1:G:265:LYS:HD2 1.87 0.57
1:H:83:LYS:HE?2 1:H:85:GLY:HA3 1.86 0.57
1:1:528:LYS:HZ3 1:I:560:LEU:HD23 1.70 0.57
1:J:406:GLU:O 1:J:410:SER:OG 2.17 0.57
1:J:434: THR:HG21 1:K:72:ARG:HG3 1.86 0.57
1:K:556: TYR:HB3 1:K:572:ALA:HB2 1.86 0.57
1:L:375:ASN:OD1 1:L:376:ARG:N 2.36 0.57
1:A:276:VAL:HG22 1:A:296:GLU:HA 1.86 0.57
1:B:667:GLU:HG2 1:C:666:ARG:NH1 2.20 0.57
1:C:410:SER:O 1:C:414:GLU:HG2 2.04 0.57
1:E:221:GLU:HG2 1:E:280:ILE:HG12 1.86 0.57
1:E:664:GLU:OE2 1:F:666:ARG:NH2 2.38 0.57
1:F:193:LEU:HD21 1:F:288:LYS:NZ 2.19 0.57
1:F:80: TYR:HD1 1:F:518: THR:HA 1.69 0.57
1:G:232:ALA:HBI1 1:G:268:GLU:HA 1.86 0.57
1:G:47:GLN:HB2 1:G:50: THR:HG21 1.87 0.57
1:G:613:GLY:HA2 1:G:616:LEU:CD1 2.33 0.57
1:H:232:ALA:HB1 1:H:268:GLU:HA 1.87 0.57
1:H:443:ASP:OD1 1:H:444:.1.EU:N 2.37 0.57
1:K:263:PHE:O 1:K:265:LYS:HG3 2.05 0.57
1:A:80:TYR:HD1 1:A:518: THR:HA 1.70 0.57
1:B:223:TYR:HE1 1:B:278:LYS:HG3 1.70 0.57
1:B:615:LEU:O 1:B:619:GLN:HG2 2.05 0.57
1:B:639:VAL:O 1:B:643:ASN:ND2 2.38 0.57
1:C:615:LEU:O 1:C:619:GLN:HG2 2.04 0.57
1:F:263:PHE:O 1:F:265:LYS:HG3 2.05 0.57
1:F:589:GLU:O 1:F:593:LEU:HB2 2.05 0.57
1:H:643:ASN:HA 1:H:646:ASN:ND2 2.20 0.57
1:1:117:GLU:HB3 1:1:123:VAL:HG23 1.87 0.57
1:J:270:GLN:NE2 1:J:271:ILE:O 2.38 0.57
1:J:653:ILE:O 1:J:657:-MET:HG2 2.05 0.57
1:K:29:ALA:O 1:K:33:LEU:HB2 2.05 0.57
1:A:666:ARG:NH2 1:1:664:GLU:OE2 2.38 0.57
1:H:667:GLU:HG2 1:1:666:ARG:NH1 2.19 0.56
1:H:353:PRO:HA 1:1:373:LEU:HD23 1.87 0.56
1:J:263:PHE:O 1:J:265:LYS:HG3 2.05 0.56
1:A:613:GLY:O 1:A:616:LEU:HD13 2.05 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)
1:C:612:GLN:HA 1:C:615:LEU:CD1 2.36 0.56
1:D:236:GLN:HB2 1:D:265:LYS:HD2 1.85 0.56
1:E:615:LEU:O 1:E:619:GLN:HG2 2.05 0.56
1:G:353:PRO:O 1:G:356:ILE:HG22 2.05 0.56
1:I:162:SER:HA 1:1:169:ASP:OD1 2.06 0.56
1:1:37:ARG:NH1 1:1:48:TYR:OH 2.38 0.56
1:I:615:LEU:O 1:1:619:GLN:HG2 2.05 0.56
1:1:650:ILE:HA 1:1:653:ILE:HD12 1.87 0.56
1:K:353:PRO:HA 1:1:373:LEU:HD23 1.87 0.56
1:B:577:ILE:HG21 | 1:B:593:LEU:HD13 1.87 0.56
1:C:433:ASP:0O 1:C:437:GLN:N 2.35 0.56
1:C:667:GLU:HG2 1:D:666:ARG:NH1 2.20 0.56
1:D:353:PRO:O 1:D:356:ILE:HG22 2.05 0.56
1:C:350:PHE:CD1 1:D:372: TYR:HB3 2.39 0.56
1:D:426:ASN:O 1:D:429:GLN:NE2 2.39 0.56
1:F:236:GLN:HB2 1:F:265:LYS:HD2 1.87 0.56
1:H:375:ASN:OD1 1:H:376:ARG:N 2.36 0.56
1:1:433:ASP:0O 1:1:437:GLN:N 2.37 0.56
1:J:232:ALA:HB1 1:J:268:GLU:HA 1.86 0.56
1:K:433:ASP:O 1:K:437:GLN:N 2.37 0.56
1:L:82:PRO:HB3 1:L:90:ALA:HB3 1.86 0.56
1:C:34:PHE:O 1:C:38:VAL:HG23 2.05 0.56
1:G:577:ILE:HG12 1:G:597:GLN:NE2 2.14 0.56
1:J:162:SER:HB2 1:J:170:ALA:HB2 1.86 0.56
1:J:711:GLN:OE1 1:K:712:ARG:NH1 2.38 0.56
1:A:589:GLU:O 1:A:593:LEU:HB2 2.05 0.56
1:C:375:ASN:OD1 1:C:376:ARG:N 2.37 0.56
1:C:386: THR:HG22 1:C:387:GLN:H 1.70 0.56
1:1:232:ALA:HB1 1:1:268:GLU:HA 1.87 0.56
1:B:113:ILE:HG13 1:B:148:PRO:HB2 1.88 0.56
1:E:82:PRO:HB3 1:E:90:ALA:HB3 1.87 0.56
1:G:276:VAL:HG22 1:G:296:GLU:HA 1.88 0.56
1:J:34:PHE:O 1:J:38:VAL:HG23 2.05 0.56
1:K:41:TRP:CH2 1:K:44:TRP:HB2 2.41 0.56
1:K:603:GLN:O 1:K:606:PRO:HD3 2.04 0.56
1:B:263:PHE:O 1:B:265:LYS:HG3 2.05 0.56
1:B:386: THR:HG22 1:B:387:GLN:H 1.70 0.56
1:B:511:ARG:HD3 | 1:B:513:ARG:HH22 1.71 0.56
1:E:618:GLY:O 1:E:621:GLU:HB2 2.06 0.56
1:F:41: TRP:CH2 1:F:44: TRP:HB2 2.41 0.56
1:H:201:PHE:CD1 1:H:283:CYS:HB2 2.40 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)

1:1:276: VAL:HG22 1:1:296:GLU:HA 1.87 0.56
1:1:639:VAL:O 1:1:643:ASN:ND2 2.37 0.56
1:1:667:GLU:HG2 1:J:666:ARG:NH1 2.20 0.56
1:F:386: THR:HG22 1:F:387:GLN:H 1.71 0.56
1:J:577:ILE:HG21 1:J:593:LEU:HD13 1.87 0.56
1:A:193:LEU:HD21 1:A:288:LYS:NZ 2.21 0.56
1:D:386: THR:HG22 1:D:387:GLN:H 1.71 0.56
1:E:270:GLN:NE2 1:E:271:ILE:O 2.38 0.56
1:E:375:ASN:OD1 1:E:376:ARG:N 2.35 0.56
1:E:386: THR:HG22 1:E:387:GLN:H 1.70 0.56
1:E:639:VAL:O 1:E:643:ASN:ND2 2.38 0.56
1:G:309:PHE:HB3 1:G:312:ASP:HA 1.87 0.56
1:B:410:SER:O 1:B:414:GLU:HG2 2.06 0.56
1:D:577:ILE:HG12 1:D:597:GLN:NE2 2.16 0.56
1:E:356:ILE:HG21 1:F:373:LEU:HD21 1.87 0.56
1:G:272:LYS:O 1:H:134:ASP:HB2 2.06 0.56
1:H:236:GLN:HB2 1:H:265:LYS:CD 2.36 0.56
1:K:363:TYR:OH 1:K:373:LEU:O 2.18 0.56
1:1:410:SER:O 1:1:414:GLU:HG2 2.05 0.56
1:H:438:LEU:HD11 1:1:108:LYS:HD3 1.88 0.56
1:J:321:ARG:HA 1:J:324:LYS:HE?2 1.87 0.56
1:J:426:ASN:O 1:J:429:GLN:NE2 2.39 0.56
1:J:639:VAL:O 1:J:643:ASN:ND2 2.37 0.56
1:K:201:PHE:CD1 1:K:283:CYS:HB2 2.41 0.56
1:B:220:ALA:CB 1:B:281:ILE:O 2.46 0.55
1:E:337:ASN:HA 1:E:340:ILE:HD12 1.88 0.55
1:F:321:ARG:HA 1:F:324:LYS:HE2 1.87 0.55
1:1:353:PRO:O 1:1:356:1LE:HG22 2.06 0.55
1:1:589:GLU:O 1:1:593:LEU:HB2 2.06 0.55
1:J:353:PRO:O 1:J:356:1ILE:HG22 2.06 0.55
1:J:386: THR:HG22 1:J:387:GLN:H 1.70 0.55
1:K:386: THR:HG22 1:K:387:GLN:H 1.72 0.55
1:A:433:ASP:HA 1:A:436:ASN:HB3 1.87 0.55
1:B:335:SER:O 1:B:338:ALA:HB3 2.06 0.55
1:B:337:ASN:HA 1:B:340:1LE:HD12 1.88 0.55
1:C:577:ILE:HG21 | 1:C:593:LEU:HD13 1.86 0.55
1:D:433:ASP:HA 1:D:436:ASN:HB3 1.88 0.55
1:E:299:PRO:HG2 1:E:300:ILE:HD12 1.88 0.55
1:E:438:LEU:HD11 1:F:108:LYS:HD3 1.88 0.9
1:F:299:PRO:HG2 1:F:300:ILE:HD12 1.87 0.55
1:F:429:GLN:HA 1:F:432:PHE:HD2 1.71 0.55
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Atom-1 Atom-2 distance (A) | overlap (A)
1:F:618:GLY:O 1:F:621:GLU:HB2 2.05 0.55
1:F:438:LEU:HD11 1:G:108:LYS:HD3 1.87 0.55
1:G:643:ASN:HA 1:G:646:ASN:ND2 2.21 0.55
1:H:426:ASN:O 1:H:429:GLN:NE2 2.40 0.55
1:1:429:GLN:HA 1:1:432:PHE:HD2 1.72 0.55
1:L:386: THR:HG22 1:L:387:GLN:H 1.71 0.55
1:A:263:PHE:O 1:A:265:LYS:HG3 2.06 0.55
1:A:386: THR:HG22 1:A:387:GLN:H 1.71 0.55
1:A:426:ASN:O 1:A:429:GLN:NE2 2.39 0.55
1:D:350:PHE:N 1:D:390:ALA:O 2.32 0.55
1:D:612:GLN:HA 1:D:615:LEU:HG 1.88 0.55
1:C:664:GLU:HG3 | 1:D:659:LEU:HD22 1.88 0.55
1:E:276:VAL:HG22 1:E:296:GLU:HA 1.88 0.55
1:F:375:ASN:OD1 1:F:376:ARG:N 2.37 0.55
1:F:612:GLN:HA 1:F:615:LEU:CD1 2.35 0.55
1:G:386: THR:HG22 1:G:387:GLN:H 1.71 0.55
1:G:426:ASN:O 1:G:429:GLN:NE2 2.40 0.55
1:1:603: GLN:O 1:1:606:PRO:HD3 2.05 0.55
1:J:353:PRO:HA 1:K:373:LEU:HD23 1.89 0.5
1:B:236:GLN:HB2 1:B:265:LYS:HD2 1.89 0.55
1:B:643:ASN:HA 1:B:646:ASN:ND2 2.21 0.55
1:C:350:PHE:N 1:C:390:ALA:O 2.32 0.55
1:E:410:SER:O 1:E:414:GLU:HG2 2.06 0.55
1:E:161:ASN:HD21 1:F:183:GLY:HA3 1.71 0.55
1:F:232:ALA:HB1 1:F:268:GLU:HA 1.87 0.55
1:E:350:PHE:CD1 1:F:372:TYR:HB3 2.42 0.55
1:G:34:PHE:O 1:G:38:VAL:HG23 2.05 0.55
1:1:34:PHE:O 1:1:38: VAL:HG23 2.06 0.55
1:J:643:ASN:HA 1:J:646:ASN:ND2 2.21 0.55
1:D:375:ASN:OD1 1:D:376:ARG:N 2.36 0.55
1:E:193:LEU:HD21 1:E:288:LYS:NZ 2.22 0.55
1:J:309:PHE:HB3 1:J:312:ASP:HA 1.88 0.55
1:1:433:ASP:HA 1:1:436:ASN:HB3 1.88 0.55
1:A:232:ALA:HB1 1:A:268:GLU:HA 1.87 0.55
1:B:433:ASP:HA 1:B:436:ASN:HB3 1.88 0.55
1:D:27:ARG:HD3 1:D:313:LYS:HE3 1.88 0.55
1:D:556: TYR:HB3 1:D:572:ALA:HB2 1.88 0.55
1:D:643:ASN:HA 1:D:646:ASN:ND2 2.22 0.55
1:E:363: TYR:HE1 1:E:372:TYR:HA 1.70 0.9
1:H:263:PHE:O 1:H:265:LYS:HG3 2.05 0.55
1:K:438:LEU:HD11 1:L:108:LYS:HD3 1.89 0.55
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Atom-1 Atom-2 distance (A) | overlap (A)
1:L:276:VAL:HG22 1:L:296:GLU:HA 1.88 0.55
1:B:353:PRO:O 1:B:356:1LE:HG22 2.06 0.55
1:B:418:.LEU:HD23 | 1:B:429:GLN:HB3 1.89 0.55
1:C:201:PHE:CD1 1:C:283:CYS:HB2 2.41 0.55
1:C:399:GLN:HA 1:C:402:ALA:HB3 1.88 0.55
1:D:117:GLU:HB3 | 1:D:123:VAL:HG23 1.88 0.55
1:G:325:ASP:O 1:G:328:ARG:HG2 2.07 0.55
1:H:615:LEU:O 1:H:619:GLN:HG2 2.07 0.55
1:H:639:VAL:O 1:H:642:GLN:HG2 2.07 0.55
1:J:272:LYS:O 1:K:134:ASP:HB2 2.06 0.55
1:L:528:LYS:NZ 1:L:559:LEU:O 2.40 0.55
1:B:589:GLU:O 1:B:593:LEU:HB2 2.07 0.55
1:D:511:ARG:HD3 | 1:D:513:ARG:HH22 1.71 0.55
1:E:353:PRO:HA 1:F:373:LEU:HD23 1.89 0.55
1:E:426:ASN:O 1:E:429:GLN:NE2 2.38 0.55
1:F:643:ASN:HA 1:F:646:ASN:ND2 2.21 0.55
1:G:350:PHE:CD1 1:H:372: TYR:HB3 2.41 0.55
1:1:32:ASP:O 1:I:35:PHE:HB2 2.07 0.55
1:J:418:LEU:HD23 1:J:429:GLN:HB3 1.89 0.5
1:K:193:LEU:HD21 1:K:288:LYS:NZ 2.22 0.55
1:A:612:GLN:HA 1:A:615:LEU:CD1 2.37 0.55
1:C:236:GLN:HB2 1:C:265:LYS:CD 2.36 0.55
1:D:589:GLU:O 1:D:593:LEU:HB2 2.06 0.55
1:1:433:ASP:0O 1:1:436:ASN:HB3 2.07 0.55
1:1:612:GLN:HA 1:1:615:LEU:CD1 2.36 0.55
1:J:363:TYR:HE1 1:J:372:TYR:HA 1.72 0.55
1:K:309:PHE:HB3 1:K:312:ASP:HA 1.88 0.55
1:K:93:VAL:O 1:K:96:GLY:N 2.40 0.55
1:1:337:ASN:HA 1:L:340:ILE:HD12 1.89 0.55
1:1:589:GLU:O 1:L:593:LEU:HB2 2.06 0.55
1:A:309:PHE:HB3 1:A:312:ASP:HA 1.88 0.54
1:E:612:GLN:HA 1:E:615:LEU:CD1 2.37 0.54
1:F:536:LEU:HD23 | 1:F:539:LEU:HD12 1.88 0.54
1:H:276:VAL:HG22 1:H:296:GLU:HA 1.89 0.54
1:1:263:PHE:O 1:1:265:LYS:HG3 2.07 0.54
1:J:127:ARG:HB3 1:J:147:GLU:HB2 1.89 0.54
1:1:350:PHE:N 1:1:390:ALA:O 2.32 0.54
1:C:162:SER.:.OG 1:C:164:LEU:O 2.25 0.54
1:D:664:GLU:OE2 1:E:666:ARG:NH2 2.40 0.54
1:G:117:GLU:HB3 | 1:G:123:VAL:HG23 1.89 0.54
1:G:335:SER:O 1:G:338:ALA:HB3 2.07 0.54
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:356:ILE:HG21 | 1:H:373:LEU:HD21 1.89 0.54
1:K:536:LEU:HD23 | 1:K:539:LEU:HD12 1.89 0.54
1:K:643:ASN:HA 1:K:646:ASN:ND2 2.22 0.54
1:L:201:PHE:CD1 1:1:283:CYS:HB2 2.42 0.54
1:D:156:VAL:HA 1:D:174:THR:O 2.07 0.54
1:D:34:PHE:O 1:D:38:VAL:HG23 2.07 0.54
1:G:193:LEU:HD21 1:G:288:LYS:NZ 2.22 0.54
1:G:350:PHE:HB2 1:G:390:ALA:HB3 1.88 0.54
1:G:615:LEU:O 1:G:619:GLN:HG2 2.07 0.54
1:H:353:PRO:O 1:H:356:1ILE:HG22 2.07 0.54
1:1:386: THR:HG22 1:1:387:GLN:H 1.72 0.54
1:J:612:GLN:HA 1:J:615:LEU:CD1 2.36 0.54
1:L:577:ILE:HG12 1:L:597:GLN:NE2 2.17 0.54
1:A:307:TRP:HE1 1:A:314:GLU:HG2 1.71 0.54
1:B:236:GLN:HB2 1:B:265:LYS:CD 2.38 0.54
1:C:433:ASP:HA 1:C:436:ASN:HB3 1.89 0.54
1:C:618:GLY:O 1:C:621:GLU:HB2 2.07 0.54
1:D:236:GLN:HB2 1:D:265:LYS:CD 2.37 0.54
1:E:349:PRO:HG3 1:E:391:TYR:CZ 2.42 0.54
1:I:176:ILE:HD11 1:1:204:PRO:HB3 1.90 0.54
1:K:276:VAL:HG22 1:K:296:GLU:HA 1.90 0.54
1:L:27:ARG:HD3 1:1L:313:LYS:HE3 1.89 0.54
1:1:309:PHE:HB3 1:1:312:ASP:HA 1.88 0.54
1:B:96:GLY:O 1:B:100: THR:OG1 2.08 0.54
1:D:193:LEU:HD21 1:D:288:LYS:NZ 2.23 0.54
1:D:348:LYS:HB2 1:E:372:TYR:CD2 2.43 0.54
1:E:78:VAL:HG22 | 1:E:520:VAL:HG12 1.90 0.54
1:F:236:GLN:HB2 1:F:265:LYS:CD 2.38 0.54
1:1:375:ASN:OD1 1:1:376:ARG:N 2.36 0.54
1:J:220:ALA:CB 1:J:281:ILE:O 2.43 0.54
1:J:399:GLN:HA 1:J:402:ALA:HB3 1.88 0.54
1:L:156:VAL:HA 1:L:174: THR:O 2.07 0.54
1:A:162:SER:HA 1:A:169:ASP:OD1 2.08 0.54
1:D:176:ILE:HD11 1:D:204:PRO:HB3 1.90 0.54
1:F:353:PRO:O 1:F:356:ILE:HG22 2.08 0.54
1:G:221:GLU:HG2 1:G:280:ILE:HG12 1.89 0.54
1:G:528:LYS:HZ3 1:G:560:LEU:HD23 1.72 0.54
1:1:410:SER.:O 1:1:414:GLU:HG2 2.08 0.54
1:1:618:GLY:O 1:1:621:GLU:HB2 2.08 0.54
1:J:363:TYR:OH 1:J:373:LEU:O 2.16 0.54
1:B:399:GLN:HA 1:B:402:ALA:HB3 1.89 0.54
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Atom-1 Atom-2 distance (A) | overlap (A)

1:E:350:PHE:HB2 1:E:390:ALA:HB3 1.89 0.54
1:F:309:PHE:HB3 1:F:312:ASP:HA 1.88 0.54
1:1:236: GLN:HB2 1:1:265:LYS:HD2 1.89 0.54
1:1:354:GLU:HG2 1:J:376:ARG:HD3 1.90 0.54
1:J:193:LEU:HD21 1:J:288:LYS:NZ 2.23 0.54
1:J:201:PHE:CD1 1:J:283:CYS:HB2 2.42 0.54
1:J:589:GLU:O 1:J:593:LEU:HB2 2.07 0.54
1:A:410:SER:O 1:A:414:GLU:HG2 2.07 0.54
1:A:643:ASN:HA 1:A:646:ASN:ND2 2.22 0.54
1:C:643:ASN:HA 1:C:646:ASN:ND2 2.22 0.54
1:G:337:ASN:HA 1:G:340:ILE:HD12 1.88 0.54
1:H:386: THR:HG22 1:H:387:GLN:H 1.73 0.54
1:1:335:SER:O 1:1:338:ALA:HB3 2.07 0.54
1:J:162:SER:HA 1:J:169:ASP:OD1 2.08 0.54
1:J:275:ARG:NH2 1:J:293:ILE:O 2.35 0.54
1:A:201:PHE:CD1 1:A:283:CYS:HB2 2.43 0.54
1:C:15:PHE:HA 1:C:18:ASP:HB3 1.90 0.54
1:C:418:.LEU:HD23 | 1:C:429:GLN:HB3 1.88 0.54
1:C:426:ASN:O 1:C:429:GLN:NE2 2.41 0.54
1:E:201:PHE:CD1 1:E:283:CYS:HB2 2.43 0.54
1:E:83:LYS:HE?2 1:E:85:GLY:HA3 1.89 0.54
1:J:32:ASP:O 1:J:35:PHE:HB2 2.07 0.54
1:K:589:GLU:O 1:K:593:LEU:HB2 2.08 0.54
1:K:653:ILE:O 1:K:657:MET:HG2 2.06 0.54
1:A:321:ARG:HA 1:A:324:LYS:HE2 1.89 0.54
1:A:353:PRO:O 1:A:356:ILE:HG22 2.08 0.54
1:B:34:PHE:O 1:B:38:VAL:HG23 2.08 0.54
1:D:350:PHE:HB2 1:D:390:ALA:HB3 1.88 0.54
1:F:337:ASN:HA 1:F:340:ILE:HD12 1.89 0.54
1:F:433:ASP:HA 1:F:436:ASN:HB3 1.89 0.54
1:H:337:ASN:HA 1:H:340:ILE:HD12 1.89 0.54
1:H:350:PHE:HB2 1:H:390:ALA:HB3 1.90 0.54
1:I1:363: TYR:HE1 1:1:372: TYR:HA 1.73 0.54
1:K:426:ASN:O 1:K:429:GLN:NE2 2.41 0.54
1:C:335:SER:O 1:C:338:ALA:HB3 2.08 0.53
1:E:232:ALA:HB1 1:E:268:GLU:HA 1.89 0.53
1:E:309:PHE:HB3 1:E:312:ASP:HA 1.90 0.53
1:J:618:GLY:O 1:J:621:GLU:HB2 2.07 0.53
1:K:615:LEU:O 1:K:619:GLN:HG2 2.06 0.53
1:L:193:LEU:HD21 1:L:288:LYS:NZ 2.23 0.53
1:L:34:PHE:O 1:L:38:VAL:HG23 2.08 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)

1:L:429:GLN:HA 1:L:432:PHE:HD2 1.73 0.53
1:E:236:GLN:HB2 1:E:265:LYS:CD 2.37 0.53
1:E:353:PRO:O 1:E:356:1LE:HG22 2.08 0.53
1:H:272:LYS:O 1:1:134:ASP:HB2 2.08 0.53
1:H:335:SER:O 1:H:338:ALA:HB3 2.08 0.53
1:J:528:LYS:HZ3 1:J:560:LEU:HD23 1.73 0.53
1:K:433:ASP:HA 1:K:436:ASN:HB3 1.90 0.53
1:A:235:TYR:HE1 1:A:264:ILE:HA 1.74 0.53
1:B:556: TYR:HB3 1:B:572:ALA:HB2 1.90 0.53
1:E:363:TYR:OH 1:E:373:LEU:O 2.20 0.53
1:E:643:ASN:HA 1:E:646:ASN:ND2 2.23 0.53
1:J:337:ASN:HA 1:J:340:ILE:HD12 1.90 0.53
1:1L:350:PHE:HB2 1:L:390:ALA:HB3 1.90 0.53
1:L:618:GLY:O 1:L:621:GLU:HB2 2.08 0.53
1:A:433:ASP:O 1:A:436:ASN:HB3 2.08 0.53
1:E:335:SER:O 1:E:338:ALA:HB3 2.09 0.53
1:E:515:GLU:N 1:E:515:GLU:QOFE1 2.41 0.53
1:E:589:GLU:O 1:E:593:LEU:HB2 2.08 0.53
1:F:577:ILE:HG21 1:F:593:LEU:HD13 1.89 0.93
1577 ILE:HG21 1:1:593:LEU:HD13 1.89 0.53
1:L:162:SER:HA 1:L:169:ASP:OD1 2.09 0.53
1:B:223:TYR:CE1 1:B:278:LYS:HG3 2.43 0.53
1:C:382:GLY:N 1:C:383:ASP:HA 2.23 0.53
1:E:528:LYS:NZ 1:E:559:LEU:O 2.39 0.53
1:F:276: VAL:HG22 1:F:296:GLU:HA 1.90 0.53
1:G:433:ASP:HA 1:G:436:ASN:HB3 1.91 0.53
1:1:643:ASN:HA 1:1:646: ASN:ND2 2.23 0.53
1:1:96:GLY:O 1:1:100: THR:OG1 2.11 0.53
1:A:87:ARG:HD3 1:A:89:ASP:HB2 1.90 0.53
1:B:193:LEU:HD21 1:B:288:LYS:NZ 2.23 0.53
1:C:101:ASP:OD1 1:C:101:ASP:N 2.42 0.53
1:D:618:GLY:O 1:D:621:GLU:HB2 2.08 0.53
1:F:156: VAL:HA 1:F:174:THR:O 2.08 0.53
1:F:31:ASN:O 1:F:35:PHE:HD2 1.91 0.53
1:1:87:ARG:HD3 1:1:89:ASP:HB2 1.89 0.53
1:K:32:ASP:O 1:K:35:PHE:HB2 2.09 0.53
1:K:399:GLN:HA 1:K:402:ALA:HB3 1.89 0.53
1:A:335:SER:O 1:A:338:ALA:HB3 2.08 0.53
1:C:131:ASP:OD1 1:C:132:TYR:N 2.42 0.53
1:D:528:LYS:NZ 1:D:559:LEU:O 2.40 0.53
1:F:410:SER:O 1:F:414:GLU:HG2 2.08 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:201:PHE:CD1 1:G:283:CYS:HB2 2.44 0.53
1:H:528:LYS:HZ3 1:H:560:LEU:HD23 1.74 0.53
1:L:131:ASP:OD1 1:L:132:TYR:N 2.42 0.53
1:1:221:GLU:HG2 1:1:280:1LE:HG12 1.90 0.53
1:L:124:GLY:HA3 1:L:303: VAL:HG22 1.91 0.53
1:C:162:SER:HA 1:C:169:ASP:0OD1 2.09 0.53
1:C:230:GLU:OE2 1:C:249:ARG:HG2 2.09 0.53
1:C:536:LEU:HD23 | 1:C:539:LEU:HD12 1.91 0.53
1:F:273:ARG:NE 1:F:296:GLU:OE2 2.42 0.53
1:F:78:VAL:HG22 1:F:520: VAL:HG12 1.90 0.53
1:H:363: TYR:HE1 1:H:372: TYR:HA 1.74 0.53
1:H:433:ASP:HA 1:H:436:ASN:HB3 1.91 0.53
1:J:27:ARG:HD3 1:J:313:LYS:HE3 1.89 0.53
1:B:15:PHE:HA 1:B:18:ASP:HB3 1.91 0.53
1:D:235:TYR:HE1 1:D:264:1LE:HA 1.74 0.53
1:H:309:PHE:HB3 1:H:312:ASP:HA 1.90 0.53
1:H:577.ILE:HG21 | 1:H:593:LEU:HD13 1.91 0.53
1:J:78: VAL:HG22 1:J:520:VAL:HG12 1.89 0.53
1:K:96:GLY:O 1:K:100: THR:OG1 2.13 0.53
1:A:536:LEU:HD23 | 1:A:539:LEU:HD12 1.91 0.53
1:B:515:GLU:N 1:B:515:GLU:OE1 2.42 0.53
1:D:230:GLU:OE2 | 1:D:249:ARG:HG2 2.09 0.53
1:F:538:LEU:O 1:F:542: THR:OG1 2.27 0.53
1:G:353:PRO:HA 1:H:373:LEU:HD23 1.91 0.53
1:I:80: TYR:HD1 1:I1:518: THR:HA 1.74 0.53
1:1:272:LYS:O 1:J:134:ASP:HB2 2.09 0.53
1:L:168:SER:HA 1:L:297:HIS:NE2 2.24 0.53
1:C:350:PHE:HB2 1:C:390:ALA:HB3 1.91 0.52
1:E:162:SER:HA 1:E:169:ASP:0OD1 2.09 0.52
1:F:83:LYS:HB2 1:F:515:GLU:HB3 1.91 0.52
1:F:528:LYS:NZ 1:F:559:LEU:O 2.42 0.52
1:G:536:LEU:HD23 | 1:G:539:LEU:HD12 1.91 0.52
1:H:618:GLY:O 1:H:621:GLU:HB2 2.09 0.52
1:1:201:PHE:CD1 1:1:283:CYS:HB2 2.44 0.52
1:J:382:GLY:N 1:J:383:ASP:HA 2.24 0.52
1:J:438:LEU:HD11 1:K:108:LYS:HD3 1.91 0.52
1:1:382:GLY:N 1:1:383:ASP:HA 2.24 0.52
1:C:299:PRO:HG2 1:C:300:ILE:HD12 1.90 0.52
1:G:399:GLN:HA 1:G:402:ALA:HB3 1.91 0.52
1:G:438:LEU:HD11 1:H:108:LYS:HD3 1.91 0.52
1:A:108:LYS:HD3 1:1L:438:LEU:HD11 1.91 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:615:LEU:O 1:A:619:GLN:HG2 2.08 0.52
1:B:299:PRO:HG2 1:B:300:ILE:HD12 1.92 0.52
1:F:15:PHE:HA 1:F:18:ASP:HB3 1.91 0.52
1:1:101:ASP:0OD2 1:1:144.JLE:HG12 2.09 0.52
1:J:335:SER:O 1:J:338:ALA:HB3 2.09 0.52
1:1:335:SER:O 1:L:338:ALA:HB3 2.09 0.52
1:A:363: TYR:HE1 1:A:372: TYR:HA 1.74 0.52
1:E:159:ASP:C 1:E:161:ASN:H 2.13 0.52
1:F:252:LYS:HD2 1:F:256:ASP:HB3 1.91 0.52
1:F:325:ASP:O 1:F:328: ARG:HG2 2.09 0.52
1:A:235:TYR:CE1 1:A:264:ILE:HA 2.44 0.52
1:A:618:GLY:O 1:A:621:GLU:HB2 2.09 0.52
1:D:201:PHE:CD1 1:D:283:CYS:HB2 2.45 0.52
1:K:353:PRO:O 1:K:356:ILE:HG22 2.09 0.52
1:A:628:GLN:O 1:A:632:LEU:HB2 2.10 0.52
1:A:663:SER:HA 1:A:666:ARG:NE 2.24 0.52
1:C:232:ALA:HBI1 1:C:268:GLU:HA 1.90 0.52
1:C:161:ASN:HD21 | 1:D:183:GLY:HA3 1.73 0.52
1:D:276:VAL:HG22 1:D:296:GLU:HA 1.90 0.52
1:D:515:GLU:OFE1 1:D:515:GLU:N 2.42 0.52
1:E:162:SER:HB2 1:E:170:ALA:HB2 1.90 0.52
1:E:433:ASP:HA 1:E:436:ASN:HB3 1.92 0.52
1:H:41: TRP:CH2 1:H:44: TRP:HB2 2.44 0.52
1:1:156:VAL:HA 1:1:174: THR:O 2.08 0.52
1:I.577:ILE:HG12 1:1:597:GLN:NE2 2.16 0.52
1:K:53:TYR:O 1:K:54:ARG:NH1 2.41 0.52
1:1L:299:PRO:HG2 1:L:300:ILE:HD12 1.90 0.52
1:L:321:ARG:HA 1:1:324:LYS:HE2 1.91 0.52
1:L:615:LEU:O 1:1L:619:GLN:HG2 2.10 0.52
1:B:159:ASP:C 1:B:161:ASN:H 2.13 0.52
1:H:156: VAL:HA 1:H:174: THR:O 2.09 0.52
1:K:433:ASP:O 1:K:436:ASN:HB3 2.10 0.52
1:L:353:PRO:O 1:L:356:ILE:HG22 2.09 0.52
1:L:363: TYR:HE1 1:L:372:TYR:HA 1.75 0.52
1:L:515:GLU:N 1:L:515:GLU:OE1 2.43 0.52
1:A:15:PHE:HA 1:A:18:ASP:HB3 1.92 0.52
1:A:429:GLN:HA 1:A:432:PHE:HD2 1.75 0.52
1:F:615:LEU:O 1:F:619:GLN:HG2 2.10 0.52
1:H:273:ARG:NE 1:H:296:GLU:OE2 2.43 0.52
1:H:536:LEU:HD23 | 1:H:539:LEU:HD12 1.92 0.52
1:J:168:SER:HA 1:J:297:HIS:NE2 2.25 0.52
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Atom-1 Atom-2 distance (A) | overlap (A)

1:J:377:THR:HA 1:J:383:ASP:0OD2 2.10 0.52
1:L:536:LEU:HD23 | 1:1.:539:LEU:HD12 1.90 0.52
1:A:338:ALA:O 1:A:342:ALA:N 2.41 0.52
1:A:78:VAL:HG22 | 1:A:520:VAL:HG12 1.92 0.52
1:B:127:ARG:HB3 1:B:147:GLU:HB2 1.91 0.52
1:D:124:GLY:HA3 | 1:D:303:VAL:HG22 1.92 0.52
1:D:615:LEU:O 1:D:619:GLN:HG2 2.10 0.52
1:D:78:VAL:HG22 | 1:D:520:VAL:HG12 1.92 0.52
1:E:429:GLN:HA 1:E:432:PHE:HD2 1.75 0.52
1:F:162:SER:HB2 1:F:170:ALA:HB2 1.92 0.52
1:H:299:PRO:HG2 1:H:300:ILE:HD12 1.91 0.52
1:H:78:VAL:HG22 | 1:H:520:VAL:HG12 1.91 0.52
1:I:193:LEU:HD21 1:1:288:LYS:NZ 2.25 0.52
1:J:80:TYR:HD1 1:J:518: THR:HA 1.74 0.52
1:L:127:ARG:HB3 1:L:147:GLU:HB2 1.90 0.52
1:D:127:ARG:HB3 1:D:147:GLU:HB2 1.92 0.52
1:D:577:ILE:HG21 | 1:D:593:LEU:HD13 1.91 0.52
1:E:382:GLY:N 1:E:383:ASP:HA 2.25 0.52
1:1:299:PRO:HG2 1:1:300:ILE:HD12 1.92 0.52
1:J:355:GLN:HG2 1:K:376:ARG:NH1 2.22 0.52
1:K:82:PRO:HB3 1:K:90:ALA:HB3 1.92 0.52
1:1:612: GLN:HA 1:1:615:LEU:CD1 2.39 0.52
1:A:27:ARG:HH11 1:A:313:LYS:HE3 1.74 0.51
1:B:101:ASP:0OD2 1:B:144:.1LE:HG12 2.10 0.51
1:B:152:ALA:HA 1:B:155:HIS:HB2 1.92 0.51
1:B:353:PRO:HA 1:C:373:LEU:HD23 1.91 0.51
1:B:433:ASP:O 1:B:436:ASN:HB3 2.11 0.51
1:D:303:VAL:HB 1:D:439:ASN:ND2 2.25 0.51
1:F:363:TYR:HE1 1:F:372: TYR:HA 1.75 0.51
1:F:382:GLY:N 1:F:383:ASP:HA 2.25 0.51
1:1:230: GLU:OE2 1:1:249:ARG:HG2 2.09 0.51
1:A:418:LEU:HD23 | 1:A:429:GLN:HB3 1.92 0.51
1:A:613:GLY:HA2 1:A:616:LEU:CD1 2.32 0.51
1:C:276: VAL:HG22 1:C:296:GLU:HA 1.92 0.51
1:C:303:VAL:HB 1:C:439:ASN:ND2 2.26 0.51
1:C:528:LYS:NZ 1:C:559:LEU:O 2.38 0.51
1:G:299:PRO:HG2 1:G:300:ILE:HD12 1.92 0.51
1:J:299:PRO:HG2 1:J:300:ILE:HD12 1.92 0.51
1:L:643:ASN:HA 1:L:646:ASN:ND2 2.24 0.51
1:A:348:LYS:HB2 1:B:372:TYR:CD2 2.46 0.51
1:D:321:ARG:HA 1:D:324:LYS:HE2 1.92 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)
1:D:353:PRO:HD3 1:E:374:LEU:O 2.10 0.51
1:D:32:ASP:0O 1:D:35:PHE:HB2 2.10 0.51
1:C:646:ASN:HA 1:D:644:GLN:HG2 1.91 0.51
1:H:324:LYS:O 1:H:327:GLN:HB2 2.10 0.51
1:1:273:ARG:NE 1:1:296:GLU:OE2 2.43 0.51
1:K:127:ARG:HB3 1:K:147:GLU:HB2 1.91 0.51
1:L:32:ASP:O 1:L:35:PHE:HB2 2.11 0.51
1:B:664:GLU:OE2 1:C:666:ARG:NH2 2.43 0.51
1:C:151:SER:HB2 1:C:155:HIS:CE1 2.46 0.51
1:E:586:THR:CG2 | 1:E:590:GLN:HE22 2.24 0.51
1:B:131:ASP:OD1 1:B:132:TYR:N 2.44 0.51
1:B:281:ILE:HG12 1:B:287:LEU:H 1.74 0.51
1:C:106:. THR:HG23 1:C:146:ARG:HE 1.75 0.51
1:C:252:LYS:HD2 1:C:256:ASP:HB3 1.91 0.51
1:E:613:GLY:HA2 1:E:616:LEU:CD1 2.39 0.51
1:G:131:ASP:OD1 1:G:132:TYR:N 2.44 0.51
1:H:417:THR:O 1:H:418:LEU:HD12 2.11 0.51
1:H:515:GLU:OFE1 1:H:515:GLU:N 2.44 0.51
1:1:587:PRO:HD2 1:1:589:GLU:HG3 1.92 0.51
1:1:348:LYS:HB2 1:J:372:TYR:CD2 2.46 0.51
1:K:162:SER:HA 1:K:169:ASP:OD1 2.11 0.51
1:K:299:PRO:HG2 | 1:K:300:ILE:HD12 1.91 0.51
1:K:34:PHE:O 1:K:38:VAL:HG23 2.10 0.51
1:K:667:GLU:HG2 1:1:666:ARG:NH1 2.25 0.51
1:1:325:ASP:0O 1:L:328: ARG:HG2 2.11 0.51
1:A:438:LEU:HD11 1:B:108:LYS:HD3 1.92 0.51
1:B:613:GLY:CA 1:B:616:LEU:HD13 2.33 0.51
1:F:27:ARG:HH11 1:F:313:LYS:HE3 1.76 0.51
1:F:433:ASP:O 1:F:436:ASN:HB3 2.11 0.51
1:G:363:TYR:HE1 1:G:372:TYR:HA 1.75 0.51
1:G:410:SER:O 1:G:414:GLU:HG2 2.11 0.51
1:H:32:ASP:O 1:H:35:PHE:HB2 2.11 0.51
1:A:325:ASP:O 1:A:328:ARG:HG2 2.11 0.51
1:D:131:ASP:OD1 1:D:132: TYR:N 2.43 0.51
1:D:299:PRO:HG2 1:D:300:ILE:HD12 1.93 0.51
1:E:433:ASP:O 1:E:436:ASN:HB3 2.10 0.51
1:F:335:SER:O 1:F:338:ALA:HB3 2.10 0.51
1:G:586:THR:CG2 | 1:G:590:GLN:HE22 2.24 0.51
1:1:382:GLY:N 1:1:383:ASP:HA 2.25 0.51
1:J:159:ASP:C 1:J:161:ASN:H 2.14 0.51
1:J:303:VAL:HB 1:J:439:ASN:ND2 2.26 0.51
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1:K:220:ALA:CB 1:K:281:ILE:O 2.46 0.51
1:A:34:PHE:O 1:A:38:VAL:HG23 2.10 0.51
1:B:642:GLN:HA 1:B:645:LEU:HD12 1.92 0.51
1:D:161:ASN:ND2 1:E:183:GLY:HA3 2.25 0.51
1:F:101:ASP:OD2 1:F:144:ILE:HG12 2.11 0.51
1:G:162:SER:HA 1:G:169:ASP:0OD1 2.10 0.51
1:G:273:ARG:NE 1:G:296:GLU:OE2 2.44 0.51
1:F:653:ILE:HG12 1:G:648:ALA:HA 1.92 0.51
1:H:101:ASP:OD2 1:H:144:.1LE:HG12 2.11 0.51
1:H:34:PHE:O 1:H:38:VAL:HG23 2.11 0.51
1:J:325:ASP:O 1:J:328:ARG:HG2 2.10 0.51
1:J:429:GLN:HA 1:J:432:PHE:HD2 1.75 0.51
1:K:27:ARG:HD3 1:K:313:LYS:HE3 1.93 0.51
1:C:272:LYS:O 1:D:134:ASP:HB2 2.10 0.51
1:D:159:ASP:C 1:D:161:ASN:H 2.13 0.51
1:D:273:ARG:NE 1:D:296:GLU:OE2 2.44 0.51
1:D:335:SER:O 1:D:338:ALA:HB3 2.10 0.51
1:D:355:GLN:HG2 1:E:376:ARG:NH1 2.20 0.51
1:E:559:LEU:HB3 1:E:565:VAL:HB 1.92 0.51
1:G:303:VAL:HB 1:G:439:ASN:ND2 2.26 0.51
1:G:382:GLY:N 1:G:383:ASP:HA 2.25 0.51
1:H:223:TYR:CE1 1:H:278:LYS:HG3 2.46 0.51
1:J:156:VAL:HA 1:J:174:THR:O 2.10 0.51
1:L:577:ILE:HG21 1:1:593:LEU:HD13 1.92 0.51
1:A:434: THR:HG21 1:B:72:ARG:HG3 1.92 0.51
1:C:309:PHE:HB3 1:C:312:ASP:HA 1.93 0.51
1:E:307:TRP:HE1 1:E:314:GLU:HG2 1.75 0.51
1:G:577:ILE:HG21 | 1:G:593:LEU:HD13 1.91 0.51
1:H:162:SER:HA 1:H:169:ASP:OD1 2.11 0.51
1:H:363: TYR:OH 1:H:373:LEU:O 2.17 0.51
1:J:354:GLU:HG2 1:K:376:ARG:HD3 1.92 0.51
1:K:156:VAL:HA 1:K:174: THR:O 2.11 0.51
1:K:325:ASP:O 1:K:328:ARG:HG2 2.10 0.51
LK:78:VAL:HG22 | 1:K:520:VAL:HG12 1.92 0.51
1:L:628:GLN:O 1:L:632:LEU:HB2 2.10 0.51
1:A:273:ARG:NE 1:A:296:GLU:OE2 2.44 0.50
1:B:24:GLU:OE1 1:B:24:GLU:N 2.44 0.50
1:B:273:ARG:NE 1:B:296:GLU:OE2 2.44 0.50
1:E:228:LYS:HB2 1:E:275:ARG:HB3 1.93 0.50
1:E:27:ARG:HD3 1:E:313:LYS:HE3 1.92 0.50
1:E:355:GLN:HA 1:E:375:ASN:HB3 1.93 0.50

Continued on next page...



Page 52 Full wwPDB X-ray Structure Validation Report 5JJ3

Continued from previous page...

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

1:1:161:ASN:ND2 1:J:183:GLY:HA3 2.26 0.50
1:1:236: GLN:HB2 1:1:265:LYS:CD 2.41 0.50
1:1:417:THR:O 1:1:418:LEU:HD12 2.11 0.50
1:J:353:PRO:HD3 1:K:374:LEU:O 2.11 0.50
1:1:350:PHE:CD1 1:J:372: TYR:HB3 2.46 0.50
1:J:587:PRO:HD2 1:J:589:GLU:HG3 1.93 0.50
LK:577:ILE:HG21 | 1:K:593:LEU:HD13 1.92 0.50
1:J:664:GLU:HG3 | 1:K:659:LEU:HD22 1.93 0.50
1:L:53:TYR:O 1:L:54:ARG:NH1 2.43 0.50
1:B:536:LEU:HD23 | 1:B:539:LEU:HD12 1.94 0.50
1:E:156:VAL:HA 1:E:174:THR:O 2.11 0.50
1:H:348:LYS:HB2 1:I:372:TYR:CD2 2.46 0.50
1:K:159:ASP:C 1:K:161:ASN:H 2.15 0.50
1:K:223:TYR:CE1 1:K:278:LYS:HG3 2.45 0.50
1:L:236:GLN:HB2 1:L:265:LYS:CD 2.40 0.50
1:A:655:ASN:ND2 1:L:657:MET:SD 2.85 0.50
1:B:162:SER.OG 1:B:164:.LEU:O 2.30 0.50
1:B:349:PRO:HG3 1:B:391: TYR:CZ 2.47 0.50
1:D:382:GLY:N 1:D:383:ASP:HA 2.25 0.50
1:E:32:ASP:O 1:E:35:PHE:HB2 2.11 0.50
1:G:168:SER:HA 1:G:297:HIS:NE2 2.26 0.50
1:G:667:GLU:HG2 | 1:H:666:ARG:NH1 2.26 0.50
1:J:615:LEU:O 1:J:619:GLN:HG2 2.10 0.50
1:K:417:-THR:O 1:K:418:LEU:HD12 2.12 0.50
1:A:101:ASP:OD2 1:A:144:1LE:HG12 2.11 0.50
1:B:382:GLY:N 1:B:383:ASP:HA 2.25 0.50
1:B:434:THR:HG21 1:C:72:ARG:HG3 1.91 0.50
1:B:663:SER:HA 1:B:666:ARG:NE 2.23 0.50
1:D:349:PRO:HG3 1:D:391:TYR:CZ 2.46 0.50
1:D:418:LEU:HD23 | 1:D:429:GLN:HB3 1.93 0.50
1:E:325:ASP:O 1:E:328:ARG:HG2 2.10 0.50
1:G:140:ASN:HB3 1:G:455: THR:OG1 2.11 0.50
1:H:131:ASP:OD1 1:H:132:TYR:N 2.44 0.50
1:J:559:LEU:HB3 1:J:565:VAL:HB 1.94 0.50
1:J:667:GLU:HG2 1:K:666:ARG:NH1 2.26 0.50
1:1L:349:PRO:HG3 1:L:391: TYR:CZ 2.46 0.50
1:C:444:LEU:O 1:C:447:TYR:HB3 2.12 0.50
1:E:34:PHE:O 1:E:38:VAL:HG23 2.12 0.50
1:F:168:SER:HA 1:F:297:HIS:NE2 2.27 0.50
1:H:29:ALA:O 1:H:33:LEU:HB2 2.12 0.50
1:1:343:ARG:HH22 1:K:368:ASP:HA 1.77 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:J:581:VAL:HG22 | 1:K:567:MET:HB2 1.94 0.50
1:1L:159:ASP:C 1:1:161:ASN:H 2.14 0.50
1:C:436:ASN:HA 1:C:439:ASN:ND2 2.27 0.50
1:C:586: THR:CG2 | 1:C:590:GLN:HE22 2.25 0.50
1:D:278:LYS:HE?2 1:D:280:ILE:HD11 1.93 0.50
1:D:55:GLY:H 1:D:335:SER:HG 1.60 0.50
1:E:434: THR:HG21 1:F:72:ARG:HG3 1.94 0.50
1:F:204:PRO:HD3 1:F:218:GLN:HG2 1.94 0.50
1:H:230:GLU:OE2 1:H:249:ARG:HG2 2.11 0.50
1:1:321:ARG:HA 1:1:324:LYS:HE2 1.94 0.50
1:J:101:ASP:0OD2 1:J:144:ILE:HG12 2.11 0.50
1:K:228:LYS:HB2 1:K:275:ARG:HB3 1.93 0.50
1:K:363:TYR:HE1 1:K:372:TYR:HA 1.76 0.50
1:K:62:PRO:HA 1:K:65:ARG:HH21 1.76 0.50
1:L:433:ASP:O 1:1:436:ASN:HB3 2.12 0.50
1:A:124:GLY:HA3 | 1:A:303:VAL:HG22 1.93 0.50
1:A:515:GLU:OFE1 1:A:515:GLU:N 2.45 0.50
1:B:272:LYS:O 1:C:134:ASP:HB2 2.12 0.50
1:B:320:VAL:O 1:B:323: THR:OG1 2.18 0.50
1:B:338:ALA:O 1:B:342:ALA:N 2.43 0.50
1:C:273:ARG:NE 1:C:296:GLU:OE2 2.44 0.50
1:C:29:ALA:O 1:C:33:LEU:HB2 2.11 0.50
1:E:101:ASP:0D2 1:E:144:1LE:HG12 2.12 0.50
1:D:272:LYS:O 1:E:134:ASP:HB2 2.12 0.50
1:E:168:SER:HA 1:E:297:HIS:NE2 2.26 0.50
1:E:230:GLU:OE2 1:E:249:ARG:HG2 2.12 0.50
1:F:27:ARG:HD3 1:F:313:LYS:HE3 1.94 0.50
1:F:140:ASN:HB3 1:F:455: THR:OG1 2.12 0.50
1:1:131:ASP:OD1 1:I:132:TYR:N 2.44 0.50
1:J:236:GLN:HB2 1:J:265:LYS:CD 2.41 0.50
1:J:515:GLU:N 1:J:515:GLU:OFE1 2.45 0.50
1:A:24:GLU:OE1 1:A:24:GLU:N 2.44 0.50
1:C:193:LEU:HD21 1:C:288:LYS:NZ 2.26 0.50
1:E:127:ARG:HB3 1:E:147:GLU:HB2 1.93 0.50
1:E:273:ARG:NE 1:E:296:GLU:OE2 2.44 0.50
1:G:24:GLU:OE1 1:G:24:GLU:N 2.45 0.50
1:H:377: THR:HA 1:H:383:ASP:0OD2 2.12 0.50
1:1:127:ARG:HB3 1:1:147:GLU:HB2 1.94 0.50
1:J:131:ASP:OD1 1:J:132: TYR:N 2.45 0.50
1:K:24:GLU:N 1:K:24:GLU:OE1 2.45 0.50
1:A:120:GLU:HA 1:A:320:VAL:HB 1.94 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:B:162:SER:HA 1:B:169:ASP:OD1 2.12 0.50
1:B:438:LEU:HD11 1:C:108:LYS:HD3 1.94 0.50
1:B:528:LYS:HZ3 1:B:560:LEU:HD23 1.77 0.50
1:D:680:SER:O 1:D:683:ALA:HB3 2.11 0.50
1:1:235:TYR:HE1 1:1:264:ILE:HA 1.77 0.50
1:K:515:GLU:OE1 1:K:515:GLU:N 2.45 0.50
1:L:24:GLU:N 1:L:24:GLU:OE1 2.45 0.50
1:B:303:VAL:HB 1:B:439:ASN:ND2 2.27 0.49
1:C:417:THR:O 1:C:418:LEU:HD12 2.12 0.49
1:D:101:ASP:OD2 1:D:144:ILE:HG12 2.12 0.49
1:D:235:TYR:CE1 1:D:264:ILE:HA 2.47 0.49
1:E:363: TYR:CE1 1:E:372:TYR:HA 2.47 0.49
1:G:176:ILE:HD11 1:G:204:PRO:HB3 1.93 0.49
1:J:230:GLU:OE2 1:J:249:ARG:HG2 2.11 0.49
1:J:528:LYS:NZ 1:J:559:LEU:O 2.43 0.49
1:L:307:TRP:HE1 1:1:314:GLU:HG2 1.77 0.49
1:L:78: VAL:HG22 1:L:520: VAL:HG12 1.93 0.49
1:A:299:PRO:HG2 1:A:300:ILE:HD12 1.93 0.49
1:A:161:ASN:HD21 | 1:B:183:GLY:HA3 1.77 0.49
1:B:201:PHE:HD1 1:B:283:CYS:HB2 1.77 0.49
1:B:363:TYR:HE1 1:B:372:TYR:HA 1.77 0.49
1:F:127:ARG:HB3 1:F:147:GLU:HB2 1.94 0.49
1:F:45:LEU:HG 1:F:46:SER:H 1.76 0.49
1:E:664:GLU:HG3 | 1:F:659:LEU:HD22 1.92 0.49
1:F:161:ASN:HD21 | 1:G:183:GLY:HA3 1.78 0.49
1:G:248:LYS:HE3 1:G:252:LYS:HB2 1.93 0.49
1:F:348:LYS:HB2 1:G:372:TYR:CD2 2.48 0.49
1:H:220:ALA:CB 1:H:281:ILE:O 2.48 0.49
1:1:663:SER.: O 1:1:666:ARG:HG3 2.12 0.49
1:J:348:LYS:HB2 1:K:372:TYR:CD2 2.46 0.49
1:A:236:GLN:HG2 1:A:244:VAL:H 1.76 0.49
1:A:168:SER:HA 1:A:297:HIS:NE2 2.26 0.49
1:C:657:MET:SD 1:D:655:ASN:ND2 2.85 0.49
1:D:338:ALA:O 1:D:342:ALA:N 2.45 0.49
1:D:536:LEU:HD23 | 1:D:539:LEU:HD12 1.94 0.49
1:D:53:TYR:O 1:D:54:ARG:NH1 2.43 0.49
1:D:576:LEU:O 1:D:581:VAL:HG12 2.12 0.49
1:F:223:TYR:HE1 1:F:278:LYS:HG3 1.78 0.49
1:F:34:PHE:O 1:F:38:VAL:HG23 2.13 0.49
1:G:162:SER:OG 1:G:164:LEU:O 2.31 0.49
1:G:589:GLU:O 1:G:593:LEU:HB2 2.11 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:1:338:ALA:O 1:1:342:ALA:N 2.45 0.49
1:I:80: TYR:CD1 1:1:444:LEU:HD21 2.47 0.49
1:J:350:PHE:HB2 1:J:390:ALA:HB3 1.94 0.49
1:K:106: THR:HG23 1:K:146:ARG:HE 1.77 0.49
1:K:622:LEU:O 1:K:626:GLN:HG3 2.11 0.49
1:L:228:LYS:HB2 1:L:275:ARG:HB3 1.94 0.49
1:A:159:ASP:C 1:A:161:ASN:H 2.14 0.49
1:B:78:VAL:HA 1:B:520:VAL:HA 1.92 0.49
1:D:433:ASP:O 1:D:436:ASN:HB3 2.13 0.49
1:E:348:LYS:HB2 1:F:372: TYR:CD2 2.47 0.49
1:F:528:LYS:HZ3 1:F:560:LEU:HD23 1.78 0.49
1:G:236:GLN:HB2 1:G:265:LYS:CD 2.43 0.49
1:H:15:PHE:HA 1:H:18:ASP:HB3 1.94 0.49
1:H:354:GLU:HG?2 1:1:376:ARG:HD3 1.93 0.49
1:1:433:ASP:HA 1:1:436:ASN:HB3 1.93 0.49
1:J:176:ILE:HD11 1:J:204:PRO:HB3 1.94 0.49
1:K:586:THR:CG2 | 1:K:590:GLN:HE22 2.24 0.49
1:L:417:THR:O 1:1L:418:LEU:HD12 2.12 0.49
1:A:32:ASP:O 1:A:35:PHE:HB2 2.12 0.49
1:C:337:ASN:HA 1:C:340:ILE:HD12 1.95 0.49
1:C:353:PRO:O 1:C:356:1LE:HG22 2.11 0.49
1:B:348:LYS:HB2 1:C:372: TYR:CD2 2.48 0.49
1:F:426:ASN:O 1:F:429:GLN:NE2 2.44 0.49
1:F:352: TRP:CB 1:G:376:ARG:HD2 2.39 0.49
1:G:528:LYS:NZ 1:G:559:LEU:O 2.42 0.49
1:H:201:PHE:HD1 1:H:283:CYS:HB2 1.77 0.49
1:L:101:ASP:0OD2 1:L:144:1LE:HG12 2.12 0.49
1:K:348:LYS:HB2 1:L:372:TYR:CD2 2.48 0.49
1:1L:363: TYR:OH 1:L:373:LEU:O 2.18 0.49
1:A:223: TYR:CE1 1:A:278:LYS:HG3 2.48 0.49
1:B:124:GLY:HA3 | 1:B:303:VAL:HG22 1.94 0.49
1:C:124:GLY:HA3 | 1:C:303:VAL:HG22 1.94 0.49
1:F:159:ASP:C 1:F:161:ASN:H 2.14 0.49
1:F:248:LYS:HE3 1:F:252:LYS:HB2 1.94 0.49
1:F:377: THR:HA 1:F:383:ASP:0OD2 2.13 0.49
1:G:101:ASP:0OD2 1:G:144:ILE:HG12 2.13 0.49
1:G:161:ASN:HD21 | 1:H:183:GLY:HA3 1.77 0.49
1:H:525:GLN:HB2 1:H:529:GLN:OE1 2.13 0.49
1:L:223:TYR:CE1 1:L:278:LYS:HG3 2.47 0.49
1:A:236:GLN:HB2 1:A:265:LYS:CD 2.43 0.49
1:A:80:TYR:CD1 1:A:444:LEU:HD21 2.47 0.49
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Atom-1 Atom-2 distance (A) | overlap (A)

1:C:613:GLY:CA 1:C:616:LEU:HD13 2.43 0.49
1:C:82:PRO:HB3 1:C:90:ALA:HB3 1.94 0.49
1:E:24.GLU:OE1 1:E:24:GLU:N 2.45 0.49
1:E:587:PRO:HD?2 1:E:589:GLU:HG3 1.94 0.49
1:E:663:SER:HA 1:E:666:ARG:NE 2.23 0.49
1:F:613:GLY:O 1:F:616:LEU:HD13 2.13 0.49
1:G:151:SER:HB2 1:G:155:HIS:CE1 2.48 0.49
1:G:514:TYR:HB2 1:H:136:SER:OG 2.13 0.49
1:1:515:GLU:OE1 1:1:515:GLU:N 2.46 0.49
1:1:78: VAL:HG22 1:1:520: VAL:HG12 1.95 0.49
1:A:350:PHE:HB2 1:A:390:ALA:HB3 1.94 0.49
1:A:639:VAL:O 1:A:642:GLN:HG2 2.12 0.49
1:D:354:GLU:HG2 1:E:376:ARG:HD3 1.94 0.49
1:E:639:VAL:O 1:E:642:GLN:HG2 2.13 0.49
1:F:114:ALA:O 1:F:118:GLN:HB2 2.13 0.49
1:G:377:THR:HA 1:G:383:ASP:0D2 2.11 0.49
1:H:228:LYS:HB2 1:H:275:ARG:HB3 1.95 0.49
1:H:382:GLY:N 1:H:383:ASP:HA 2.27 0.49
1:H:590:GLN:HA 1:H:594:VAL:HB 1.94 0.49
1:J:24:GLU:N 1:J:24:GLU:OE1 2.46 0.49
1:L:124:GLY:CA 1:1:303:VAL:HG22 2.43 0.49
1:B:325:ASP:O 1:B:328:ARG:HG2 2.12 0.49
1:C:32:ASP:O 1:C:35:PHE:HB2 2.12 0.49
1:C:55:GLY:N 1:C:335:SER:OG 2.43 0.49
1:D:24:GLU:N 1:D:24:GLU:OE1 2.45 0.49
1:E:642:GLN:HA 1:E:645:LEU:HD12 1.94 0.49
1:E:646:ASN:HA 1:F:644:GLN:HG2 1.95 0.49
1:J:417:THR:O 1:J:418:LEU:HD12 2.12 0.49
1:J:628:GLN:O 1:J:632:LEU:HB2 2.13 0.49
1:K:236:GLN:HB2 1:K:265:LYS:CD 2.43 0.49
1:K:382:GLY:N 1:K:383:ASP:HA 2.25 0.49
1:C:152:ALA:HA 1:C:155:HIS:HB2 1.94 0.49
1:C:220:ALA:CB 1:C:281:ILE:O 2.48 0.49
1:D:363: TYR:HE1 1:D:372:TYR:HA 1.77 0.49
1:D:417:THR:O 1:D:418:LEU:HD12 2.13 0.49
1:F:230:GLU:OE2 1:F:249:ARG:HG2 2.12 0.49
1:F:223: TYR:CE1 1:F:278:LYS:HG3 2.47 0.49
1:F:434: THR:HG21 1:G:72:ARG:HG3 1.95 0.49
1:G:41:TRP:CH2 1:G:44:TRP:HB2 2.48 0.49
1:1:168:SER:HA 1:1:297:HIS:NE2 2.27 0.49
1:1:337:ASN:HA 1:1:340:ILE:HD12 1.95 0.49

Continued on next page...




Page 57

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:J:303:VAL:HG12 1:J:439:ASN:HB3 1.95 0.49
1:K:176:ILE:HD11 1:K:204:PRO:HB3 1.95 0.49
1:K:335:SER:O 1:K:338:ALA:HB3 2.13 0.49
1:1:613:GLY:O 1:L:616:LEU:CD1 2.61 0.49
1:B:32:ASP:O 1:B:35:PHE:HB2 2.12 0.48
1:C:639:VAL:O 1:C:642:GLN:HG2 2.13 0.48
1:D:249:ARG:HG3 1:D:250:ASP:N 2.28 0.48
1:E:152:ALA:HA 1:E:155:HIS:HB2 1.94 0.48
1:E:281:ILE:HG12 1:E:287:LEU:H 1.78 0.48
1:F:639:VAL:O 1:F:642: GLN:HG2 2.13 0.48
1:H:151:SER:HB2 1:H:155:HIS:CE1 2.48 0.48
1:H:159:ASP:C 1:H:161:ASN:H 2.17 0.48
1:H:511:ARG:HD3 | 1:H:513:ARG:HH22 1.78 0.48
1:1:162:SER:HB2 1:1:170:ALA:HB2 1.95 0.48
1:1:613:GLY:CA 1:1:616:LEU:HD12 2.41 0.48
1:J:433:ASP:O 1:J:436:ASN:HB3 2.13 0.48
1:A:75:PRO:HD2 1:A:523:SER:HB3 1.94 0.48
1:A:621:GLU:OE2 1:B:616:LEU:HB3 2.14 0.48
1:B:576:LEU:O 1:B:581:VAL:HG12 2.13 0.48
1:E:131:ASP:OD1 1:E:132:TYR:N 2.46 0.48
1:G:32:ASP:O 1:G:35:PHE:HB2 2.13 0.48
1:H:433:ASP:0O 1:H:436:ASN:HB3 2.12 0.48
1:1:159:ASP:C 1:1:161:ASN:H 2.16 0.48
1:J:324:LYS:O 1:J:327:GLN:HB2 2.13 0.48
1:K:140:ASN:HB3 1:K:455:THR:OG1 2.13 0.48
1:A:106: THR:HG23 | 1:A:146:ARG:HE 1.78 0.48
1:A:230:GLU:OE2 1:A:249:ARG:HG2 2.12 0.48
1:A:37:ARG:NH1 1:A:48: TYR:OH 2.42 0.48
1:A:417:THR:O 1:A:418:LEU:HD12 2.12 0.48
1:A:525:GLN:HB2 1:A:529:GLN:OE1 2.13 0.48
1:A:528:LYS:NZ 1:A:559:LEU:O 2.44 0.48
1:A:576:LEU:O 1:A:581:VAL:HG12 2.13 0.48
1:B:168:SER:HA 1:B:297:HIS:NE2 2.29 0.48
1:C:24:GLU:OE1 1:C:24:GLU:N 2.46 0.48
1:E:235:TYR:HE1 1:E:264:1LE:HA 1.78 0.48
1:E:303:VAL:HB 1:E:439:ASN:ND2 2.28 0.48
1:F:399:GLN:HA 1:F:402:ALA:HB3 1.95 0.48
1:F:591:GLN:HA 1:F:595:GLU:CD 2.33 0.48
1:H:99:ARG:NH2 1:H:525:GLN:HA 2.28 0.48
1:H:356:ILE:HG21 1:1:373:LEU:HD21 1.95 0.48
1:1:75:PRO:HD2 1:1:523:SER:HB3 1.95 0.48

Continued on next page...




Page 58

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:K:349:PRO:HG3 1:K:391:TYR:CZ 2.48 0.48
1:K:377:THR:HA 1:K:383:ASP:0D2 2.14 0.48
1:1:444.LEU:O 1:L:447:TYR:HB3 2.13 0.48
1:L:576:LEU:O 1:L:581:VAL:HG12 2.12 0.48
1:B:438:LEU:O 1:B:442:ALA:N 2.38 0.48
1:C:201:PHE:HD1 1:C:283:CYS:HB2 1.77 0.48
1:D:162:SER:OG 1:D:164:LEU:O 2.31 0.48
1:D:281:ILE:HG12 1:D:287:LEU:H 1.78 0.48
1:E:248:LYS:HE3 1:E:252:LYS:HB2 1.95 0.48
1:E:235:TYR:CE1 1:E:264:ILE:HA 2.48 0.48
1:E:377: THR:HA 1:E:383:ASP:0D2 2.13 0.48
1:E:45:LEU:HG 1:E:46:SER:H 1.79 0.48
1:F:131:ASP:0OD1 1:F:132:TYR:N 2.45 0.48
1:}:24:GLU:OFE1 1:F:24:GLU:N 2.47 0.48
1:J:536:LEU:HD23 | 1:J:539:LEU:HD12 1.93 0.48
1:J:586: THR:CG2 1:J:590:GLN:HE22 2.26 0.48
1:K:581:VAL:HG22 | 1:L:5367:-MET:HB2 1.94 0.48
1:K:587:PRO:HD2 1:K:589:GLU:HG3 1.95 0.48
1:B:354:GLU:HG2 1:C:376:ARG:HD3 1.95 0.48
1:B:528:LYS:NZ 1:B:559:LEU:O 2.43 0.48
1:B:581:VAL:HG22 | 1:C:567:MET:HB2 1.96 0.48
1:D:140:ASN:HB3 1:D:455:THR:OG1 2.14 0.48
1:D:75:PRO:HD2 1:D:523:SER:HB3 1.95 0.48
1:D:613:GLY:HA2 | 1:D:616:LEU:HD12 1.96 0.48
1:C:664:GLU:OE2 1:D:666:ARG:NH2 2.46 0.48
1:E:220:ALA:CB 1:E:281:ILE:O 2.46 0.48
1:E:438:LEU:O 1:E:442:ALA:N 2.40 0.48
1:F:162:SER:HA 1:F:169:ASP:0OD1 2.13 0.48
1:F:444:LEU:O 1:F:447:TYR:HB3 2.13 0.48
1:G:78:VAL:HG22 | 1:G:520:VAL:HG12 1.96 0.48
1:G:80:TYR:CD1 1:G:444:LEU:HD21 2.49 0.48
1:1:586: THR:CG2 1:1:590:GLN:HE22 2.25 0.48
1:J:82:PRO:HB3 1:J:90:ALA:HB3 1.96 0.48
1:L:106:THR:HG23 1:L:146:ARG:HE 1.79 0.48
1:L:586:THR:CG2 | 1:L:590:GLN:HE22 2.26 0.48
1:1L:593:LEU:O 1:L:597:GLN:HG3 2.12 0.48
1:A:45.LEU:HG 1:A:46:SER:H 1.77 0.48
1:A:350:PHE:CD1 1:B:372:TYR:HB3 2.48 0.48
1:A:306:GLU:OE2 1:B:61:ARG:NE 2.46 0.48
1:C:159:ASP:C 1:C:161:ASN:H 2.16 0.48
1:F:641:ALA:HA 1:F:644:GLN:OE1 2.14 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:272:LYS:O 1:G:134:ASP:HB2 2.13 0.48
1:G:433:ASP:0O 1:G:436:ASN:HB3 2.14 0.48
1:1:353:PRO:HA 1:J:373:LEU:HD23 1.94 0.48
1:A:403: TYR:OH 1:B:397:VAL:HG11 2.14 0.48
1:B:641:ALA:HA 1:B:644:GLN:OE1 2.14 0.48
1:D:124:GLY:CA 1:D:303:VAL:HG22 2.43 0.48
1:F:515:GLU:N 1:F:515:GLU:OE1 2.46 0.48
1:G:230:GLU:OE2 1:G:249:ARG:HG2 2.14 0.48
1:G:660:SER:O 1:G:663:SER:OG 2.24 0.48
1:G:663:SER:O 1:G:666:ARG:HG3 2.14 0.48
1:J:161:ASN:ND2 1:K:183:GLY:HA3 2.25 0.48
1:K:528:LYS:HZ3 1:K:560:LEU:HD23 1.76 0.48
1:A:641:ALA:HA 1:A:644:GLN:OFE1 2.13 0.48
1:C:223:TYR:CE1 1:C:278:LYS:HG3 2.49 0.48
1:C:349:PRO:HG3 1:C:391:TYR:.CZ 2.49 0.48
1:E:201:PHE:HD1 1:E:283:CYS:HB2 1.78 0.48
1:E:417:-THR.:O 1:E:418:LEU:HD12 2.14 0.48
1:E:80:TYR:CD1 1:E:444:LEU:HD21 2.49 0.48
1:F:32:ASP:O 1:F:35:PHE:HB2 2.14 0.48
1:G:37:ARG:NH1 1:G:48: TYR:OH 2.38 0.48
1:H:162:SER:OG 1:H:164:LEU:O 2.31 0.48
1:1:24:GLU:OE1 1:1:24:GLU:N 2.47 0.48
1:K:21:ALA:HA 1:K:159:ASP:0D2 2.14 0.48
1:1:99:ARG:NE 1:L:525:GLN:O 2.46 0.48
1:A:220:ALA:CB 1:A:281:ILE:O 2.48 0.48
1:C:21:ALA:HA 1:C:159:ASP:0OD2 2.14 0.48
1:C:363: TYR:HE1 1:C:372: TYR:HA 1.79 0.48
1:D:223:TYR:CE1 1:D:278:LYS:HG3 2.48 0.48
1:F:628:GLN:O 1:F:632:LEU:HB2 2.14 0.48
1:G:664:GLU:HG3 | 1:H:659:LEU:HD22 1.94 0.48
1:J:228:LYS:HB2 1:J:275:ARG:HB3 1.95 0.48
1:K:235:TYR:HE1 1:K:264:ILE:HA 1.78 0.48
1:K:576:LEU:O 1:K:581:VAL:HG12 2.14 0.48
1:L:587:PRO:HD2 1:L:589:GLU:HG3 1.95 0.48
1:A:151:SER:HB2 1:A:155:HIS:CE1 2.48 0.48
1:A:162:SER:HB2 1:A:170:ALA:HB2 1.96 0.48
1:B:444.LEU:O 1:B:448:VAL:HG23 2.14 0.48
1:B:80: TYR:CZ 1:B:516:CYS:HB2 2.49 0.48
1:B:587:PRO:HD2 1:B:589:GLU:HG3 1.95 0.48
1:C:433:ASP:O 1:C:436:ASN:HB3 2.13 0.48
1:C:515:GLU:N 1:C:515:GLU:OE1 2.47 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)

1:E:35:PHE:CZ 1:E:321:ARG:HB2 2.49 0.48
1:E:577:ILE:HG21 | 1:E:593:LEU:HD13 1.95 0.48
1:E:641:ALA:HA 1:E:644:GLN:OFE1 2.14 0.48
1:F:303:VAL:HB 1:F:439:ASN:ND2 2.29 0.48
1:F:82:PRO:HB3 1:F:90:ALA:HB3 1.96 0.48
1:H:193:LEU:HD21 1:H:288:LYS:NZ 2.29 0.48
1:1:325:ASP:O 1:1:328:ARG:HG2 2.14 0.48
1:.I:576:LEU:O 1:1:581:VAL:HG12 2.14 0.48
1:J:124:GLY:HA3 1:J:303:VAL:HG22 1.96 0.48
1:J:444.LEU:O 1:J:448:VAL:HG23 2.13 0.48
1:K:303:VAL:HB 1:K:439:ASN:ND2 2.28 0.48
1:A:131:ASP:OD1 1:A:132:TYR:N 2.46 0.47
1:A:278:LYS:HE2 1:A:280:ILE:HD11 1.96 0.47
1:A:577:ILE:HG21 | 1:A:593:LEU:HD13 1.94 0.47
1:B:321:ARG:HA 1:B:324:LYS:HE2 1.95 0.47
1:E:165:MET:HB3 1:E:304:PHE:CG 2.48 0.47
1:G:82:PRO:HB3 1:G:90:ALA:HB3 1.94 0.47
1:H:441:ARG:NH2 1:H:519:ASP:OD1 2.47 0.47
1:H:87:ARG:HD3 1:H:89:ASP:HB2 1.96 0.47
1:I:162:SER:OG 1:1:164:LEU:O 2.32 0.47
1:1:350:PHE:HB2 1:1:390:ALA:HB3 1.95 0.47
1:1L:105:ASN:O 1:L:109:ILE:HG12 2.14 0.47
1:1L:152:ALA:HA 1:L:155:HIS:HB2 1.95 0.47
1:1L:662: GLN:HA 1:L:665:PHE:CD2 2.49 0.47
1:A:382:GLY:N 1:A:383:ASP:HA 2.27 0.47
1:C:27:ARG:HD3 1:C:313:LYS:HE3 1.97 0.47
1:C:532:ARG:HH22 | 1:C:560:LEU:HD11 1.78 0.47
1:C:514: TYR:HB2 1:D:136:SER:OG 2.14 0.47
1:D:639:VAL:O 1:D:642:GLN:HG2 2.13 0.47
1:E:590:GLN:HA 1:E:594:VAL:HB 1.96 0.47
1:F:587:PRO:HD2 1:F:589:GLU:HG3 1.96 0.47
1:G:417:-THR:O 1:G:418:LEU:HD12 2.14 0.47
1:G:444:LEU:O 1:G:448:VAL:HG23 2.14 0.47
1:G:444:LEU:O 1:G:447'TYR:HB3 2.15 0.47
1:1:27:ARG:HD3 1:1:313:LYS:HE3 1.96 0.47
1:J:591:GLN:HA 1:J:595:GLU:CD 2.35 0.47
1:K:15:PHE:HA 1:K:18:ASP:HB3 1.95 0.47
1:A:136:SER:OG 1:L:514:TYR:HB2 2.14 0.47
1:B:105:ASN:O 1:B:109:ILE:HG12 2.15 0.47
1:B:228:LYS:HB2 1:B:275:ARG:HB3 1.96 0.47
1:B:27:ARG:HA 1:B:30:LYS:HE2 1.97 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)

1:B:664:GLU:HG3 | 1:C:659:LEU:HD22 1.95 0.47
1:E:140:ASN:HB3 1:E:455:THR:OG1 2.14 0.47
1:F:249:ARG:HG3 1:F:250:ASP:N 2.29 0.47
1:F:649:ARG:O 1:F:653:ILE:HG13 2.14 0.47
1:G:303:VAL:HG12 | 1:G:439:ASN:HB3 1.96 0.47
1:G:614:VAL:HG21 | 1:H:609:VAL:CG1 2.44 0.47
1:1:664:GLU:OE2 1:J:666:ARG:NH2 2.47 0.47
1:K:639:VAL:O 1:K:642:GLN:HG2 2.15 0.47
1:L:164:LEU:HD11 1:L:168:SER:H 1.79 0.47
1:1L:203:ASN:OD1 1:1:205:ASN:N 2.34 0.47
1:1:338:ALA:O 1:1:342: ALA:N 2.45 0.47
1:A:324:LYS:O 1:A:327:GLN:HB2 2.14 0.47
1:B:230:GLU:OE2 1:B:249:ARG:HG2 2.14 0.47
1:B:29:ALA:O 1:B:33:LEU:HB2 2.13 0.47
1:B:80: TYR:CD1 1:B:444:LEU.HD21 2.49 0.47
1:D:105:ASN:O 1:D:109:ILE:HG12 2.14 0.47
1:E:380:ASN:OD1 1:E:381:SER:N 2.47 0.47
1:F:538:LEU:HB3 1:F:551:LEU:HD11 1.95 0.47
1:G:47:GLN:HB2 1:G:50: THR:CG2 2.43 0.47
1:H:303:VAL:HB 1:H:439:ASN:ND2 2.28 0.47
1:H:53: TYR:CG 1:H:54:ARG:N 2.83 0.47
1:I:223:TYR:CE1 1:I:278:LYS:HG3 2.50 0.47
1:J:380:ASN:OD1 1:J:381:SER:N 2.47 0.47
1:1:696: GLN:HE22 1:J:698:HIS:CE1 2.32 0.47
1:K:80:TYR:CZ 1:K:516:CYS:HB2 2.50 0.47
1:L:528:LYS:HZ3 1:L:560:LEU:HD23 1.79 0.47
1:C:165:MET:HB3 1:C:304:PHE:CG 2.49 0.47
1:E:663:SER:O 1:E:666:ARG:HG3 2.14 0.47
1:F:80:TYR:CZ 1:F:516:CYS:HB2 2.49 0.47
1:F:576:LEU:O 1:F:581:VAL:HG12 2.14 0.47
1:G:124:GLY:HA3 | 1:G:303:VAL:HG22 1.96 0.47
1:G:418:LEU:HD23 | 1:G:429:GLN:HB3 1.95 0.47
1:G:587:PRO:HD2 1:G:589:GLU:HG3 1.97 0.47
1:F:306:GLU:OE2 1:G:61:ARG:NE 2.48 0.47
1:H:124:GLY:HA3 | 1:H:303:VAL:HG22 1.95 0.47
1:H:176:ILE:HD11 1:H:204:PRO:HB3 1.96 0.47
1:H:353:PRO:HD3 1:1:374:LEU:O 2.14 0.47
1:J:641:ALA:HA 1:J:644:GLN:OFE1 2.15 0.47
1:J:701:ARG:HA 1:J:704:ILE:HD12 1.97 0.47
1:K:303:VAL:HG12 | 1:K:439:ASN:HB3 1.95 0.47
1:J:657:-MET:SD 1:K:655:ASN:ND2 2.88 0.47
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1:L:223:TYR:HE1 1:L:278:LYS:HG3 1.79 0.47
1:A:176:ILE:HD11 1:A:204:PRO:HB3 1.95 0.47
1:A:124:GLY:CA 1:A:303: VAL:HG22 2.45 0.47
1:B:161:ASN:HD21 | 1:C:183:GLY:HA3 1.79 0.47
1:B:646:ASN:HA 1:C:644:GLN:HG2 1.97 0.47
1:D:377:THR:HA 1:D:383:ASP:0OD2 2.14 0.47
1:F:417:THR:O 1:F:418:LEU:HD12 2.14 0.47
1:F:661:LYS:HE3 1:F:665:PHE:CZ 2.50 0.47
1:G:159:ASP:C 1:G:161:ASN:H 2.16 0.47
1:J:201:PHE:HD1 1:J:283:CYS:HB2 1.79 0.47
1:J:350:PHE:N 1:J:390:ALA:O 2.36 0.47
1:K:444:LEU:O 1:K:447:'TYR:HB3 2.15 0.47
1:L:235:TYR:CE1 1:L:264:ILE:HA 2.50 0.47
1:A:193:LEU:HD21 1:A:28R8:LYS:HZ3 1.78 0.47
1:A:53:TYR:CG 1:A:54:ARG:N 2.83 0.47
1:A:586: THR:CG2 | 1:A:590:GLN:HE22 2.26 0.47
1:B:417:THR:O 1:B:418:LEU:HD12 2.14 0.47
1:B:649:ARG:O 1:B:653:ILE:HG13 2.14 0.47
1:C:387:GLN:HG3 1:C:387:GLN:O 2.14 0.47
1:D:252:LYS:HD2 1:D:256:ASP:HB3 1.96 0.47
1:G:171:ARG:NH1 1:H:186:ASP:0OD2 2.48 0.47
1:1:426:ASN:O 1:1:429: GLN:NE2 2.48 0.47
1:L:21:ALA:HA 1:L:159:ASP:0OD2 2.14 0.47
1:A:661:LYS:HE3 1:A:665:PHE:CZ 2.49 0.47
1:B:350:PHE:HB2 1:B:390:ALA:HB3 1.97 0.47
1:B:45:LEU:HG 1:B:46:SER:H 1.80 0.47
1:B:248:LYS:HG2 | 1:B:511:ARG:HH21 1.80 0.47
1:B:663:SER:O 1:B:666:ARG:HG3 2.15 0.47
1:D:303:VAL:HG12 | 1:D:439:ASN:HB3 1.96 0.47
1:H:528:LYS:NZ 1:H:559:LEU:O 2.45 0.47
1:H:576:LEU:O 1:H:581:VAL:HG12 2.15 0.47
1:H:646:ASN:OD1 1:H:647:ALA:N 2.48 0.47
1:1:228:LYS:HB2 1:1:275:ARG:HB3 1.96 0.47
1:I:201:PHE:HD1 1:1:283:CYS:HB2 1.79 0.47
1:J:114:ALA:O 1:J:118:GLN:HB2 2.14 0.47
1:K:131:ASP:OD1 1:K:132: TYR:N 2.48 0.47
1:K:80: TYR:CD1 1:K:444:LEU:HD21 2.49 0.47
1:K:80:TYR:HD1 1:K:518: THR:HA 1.78 0.47
1:J:621:GLU:OE2 1:K:616:LEU:HB3 2.15 0.47
1:L:201:PHE:HD1 1:L:283:CYS:HB2 1.80 0.47
1:L:320: VAL:O 1:1:323: THR:OG1 2.18 0.47
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1:K:646:ASN:HA 1:L:644:GLN:HG2 1.97 0.47
1:A:444:LEU:HD23 1:A:518: THR:HB 1.97 0.47
1:C:249:ARG:HG3 1:C:250:ASP:N 2.30 0.47
1:C:641:ALA:HA 1:C:644:GLN:OE1 2.14 0.47
1:B:657:-MET:SD 1:C:655:ASN:ND2 2.88 0.47
1:D:613:GLY:O 1:D:616:LEU:CD1 2.63 0.47
1:E:536:LEU:HD23 | 1:E:539:LEU:HD12 1.95 0.47
1:E:538:LEU:HB3 1:E:551:LEU:HD11 1.97 0.47
1:E:528:LYS:HZ3 1:E:560:LEU:HD23 1.79 0.47
1:E:576:LEU:O 1:E:581:VAL:HG12 2.15 0.47
1:F:151:SER:HB2 1:F:155:HIS:CE1 2.50 0.47
1:F:162:SER:OG 1:F:164:LEU:O 2.33 0.47
1:1:444:LEU:O 1:1:447:TYR:HB3 2.15 0.47
1:1:641:ALA:HA 1:1:644:GLN:OE1 2.15 0.47
1:K:663:SER:O 1:K:666:ARG:HG3 2.14 0.47
1:A:134:ASP:HB2 1:L:272:LYS:O 2.14 0.47
1:A:444:LEU:O 1:A:448:VAL:HG23 2.14 0.47
1:C:117:GLU:HB3 | 1:C:123:VAL:HG23 1.97 0.47
1:C:325:ASP:0O 1:C:328:ARG:HG2 2.15 0.47
1:D:80:TYR:CD1 1:D:444:LEU:HD21 2.49 0.47
1:E:124:GLY:HA3 | 1:E:303:VAL:HG22 1.96 0.47
1:E:695:GLU:HA 1:E:698:HIS:ND1 2.30 0.47
1:F:238:PRO:HB3 1:F:263:PHE:CD1 2.50 0.47
1:H:238:PRO:HB3 1:H:263:PHE:CD1 2.49 0.47
1:H:80:TYR:CD1 1:H:444:.LEU:HD21 2.50 0.47
1:1:377: THR:HA 1:1:383:ASP:0OD2 2.14 0.47
1:J:363: TYR:CEL1 1:J:372:TYR:HA 2.49 0.47
1:L:387:GLN:O 1:L:387:GLN:HG3 2.15 0.47
1:C:333:ILE:HG22 1:C:337:ASN:OD1 2.15 0.47
1:C:78:VAL:HG22 | 1:C:520:VAL:HG12 1.97 0.47
1:D:82:PRO:HB3 1:D:90:ALA:HB3 1.97 0.47
1:F:590:GLN:HA 1:F:594:VAL:HB 1.96 0.47
1:G:27:ARG:HH11 1:G:313:LYS:HE3 1.80 0.47
1:G:380:ASN:OD1 1:G:381:SER:N 2.48 0.47
1:H:105:ASN:O 1:H:109:ILE:HG12 2.15 0.47
1:H:223: TYR:HE1 1:H:278:LYS:HG3 1.80 0.47
1:H:27:ARG:HD3 1:H:313:LYS:HE3 1.96 0.47
1:H:587:PRO:HD?2 1:H:589:GLU:HG3 1.97 0.47
1:G:434:THR:HG21 | 1:H:72:ARG:HG3 1.96 0.47
1:1:403:TYR:OH 1:J:397:VAL:HG11 2.15 0.47
1:A:444:LEU:O 1:A:447'TYR:HB3 2.15 0.46
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1:C:21:ALA:HB2 1:C:172:HIS:CD2 2.50 0.46
1:B:356:ILE:HG21 | 1:C:373:LEU:HD21 1.97 0.46
1:C:663:SER:HA 1:C:666:ARG:NE 2.25 0.46
1:D:162:SER:HA 1:D:169:ASP:0OD1 2.15 0.46
1:E:164:LEU:HD11 1:E:168:SER:H 1.79 0.46
1:E:15:PHE:HA 1:E:18:ASP:HB3 1.97 0.46
1:F:105:ASN:O 1:F:109:ILE:HG12 2.15 0.46
1:F:353:PRO:HD3 1:G:374:LEU:O 2.14 0.46
1:F:303: VAL:HG12 1:F:439:ASN:HB3 1.98 0.46
1:G:281:ILE:HG12 1:G:287:LEU:H 1.80 0.46
1:H:117:GLU:HB3 | 1:H:123:VAL:HG23 1.96 0.46
1:1:235:TYR:CE1 1:1:264:ILE:HA 2.49 0.46
1:J:53:TYR:O 1:J:54:ARG:NH1 2.46 0.46
1:J:306:GLU:HG3 1:K:116:ARG:NH2 2.30 0.46
1:K:250:ASP:OD1 1:K:251:ILE:HG13 2.16 0.46
1:K:350:PHE:N 1:K:390:ALA:O 2.37 0.46
1:L:377: THR:HA 1:1:383:ASP:0OD2 2.15 0.46
1:A:328:ARG:HD2 1:B:53:TYR:OH 2.16 0.46
1:A:642:GLN:HA 1:A:645:LEU:HD12 1.98 0.46
1:B:387:GLN:O 1:B:387:GLN:HG3 2.15 0.46
1:B:646:ASN:OD1 1:B:647:ALA:N 2.49 0.46
1:D:646:ASN:OD1 1:D:647:ALA:N 2.49 0.46
1:E:444.LEU:O 1:E:448:VAL:HG23 2.15 0.46
1:F:387:GLN:O 1:F:387:GLN:HG3 2.15 0.46
1:G:21:ALA:HA 1:G:159:ASP:0D2 2.16 0.46
1:G:350:PHE:N 1:G:390:ALA:O 2.35 0.46
1:G:591:GLN:HA 1:G:595:GLU:CD 2.36 0.46
1:F:664:GLU:OE2 1:G:666:ARG:NH2 2.48 0.46
1:H:161:ASN:ND2 1:1:183:GLY:HA3 2.28 0.46
1:1:303: VAL:HG12 1:1:439:ASN:HB3 1.97 0.46
1:J:438:LEU:O 1:J:442:ALA:N 2.41 0.46
1:K:641:ALA:HA 1:K:644:GLN:OFE1 2.15 0.46
1:L:126:TRP:CD1 1:L:146:ARG:HG3 2.01 0.46
1:A:528:LYS:HZ3 1:A:560:LEU:HD23 1.81 0.46
1:B:458:ARG:HH21 | 1:B:500:ALA:HB1 1.81 0.46
1:B:564:GLY:O 1:B:568: MET:HG2 2.15 0.46
1:C:80: TYR:CZ 1:C:516:CYS:HB2 2.51 0.46
1:D:151:SER:HB2 1:D:155:HIS:CE1 2.50 0.46
1:C:398:PRO:HB3 1:D:394:ASN:HB3 1.96 0.46
1:F:99:ARG:NH2 1:F:525:GLN:HA 2.31 0.46
1:H:249:ARG:HG3 1:H:250:ASP:N 2.30 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)
1:H:420:VAL:HB 1:H:424:ALA:HA 1.97 0.46
1:J:306:GLU:HG3 | 1:K:116:ARG:HH22 1.80 0.46
1:J:35:PHE:CZ 1:J:321:ARG:HB2 2.51 0.46
1:J:41: TRP:CH2 1:J:44: TRP:HB2 2.49 0.46
1:K:321:ARG:HA 1:K:324:LYS:HE2 1.96 0.46
1:K:354:GLU:HG2 1:L:376:ARG:HD3 1.96 0.46
1:A:303:VAL:HB 1:A:439:ASN:ND2 2.30 0.46
1:A:646:ASN:OD1 1:A:647:ALA:N 2.49 0.46
1:B:151:SER:HB2 1:B:155:HIS:CE1 2.50 0.46
1:B:350:PHE:N 1:B:390:ALA:O 2.33 0.46
1:C:203:ASN:OD1 1:C:205:ASN:N 2.36 0.46
1:D:444:LEU:O 1:D:448:VAL:HG23 2.15 0.46
1:E:246: TYR:HB?2 1:E:511:ARG:H 1.81 0.46
1:E:272:LYS:O 1:F:134:ASP:HB2 2.15 0.46
1:F:307:-TRP:HE1 1:F:314:GLU:HG2 1.80 0.46
1:G:436:ASN:HA 1:G:439:ASN:ND2 2.30 0.46
1:G:515:GLU:N 1:G:515:GLU:OE1 2.48 0.46
1:G:590:GLN:HA 1:G:594:VAL:HB 1.97 0.46
1:G:646:ASN:OD1 1:G:647:ALA:N 2.49 0.46
1:H:641:ALA:HA 1:H:644:GLN:OE1 2.16 0.46
1:J:338:ALA:O 1:J:342:ALA:N 2.48 0.46
1:J:387:GLN:HG3 1:J:387:GLN:O 2.15 0.46
1:J:349:PRO:HG3 1:J:391: TYR:CZ 2.50 0.46
1:J:590:GLN:HA 1:J:594:VAL:HB 1.97 0.46
1:J:613:GLY:CA 1:J:616:LEU:HD12 2.43 0.46
1:K:21:ALA:HB2 1:K:172:HIS:NE2 2.30 0.46
1:K:701:ARG:HA 1:K:704:1ILE:HD12 1.96 0.46
1:A:249:ARG:HG3 1:A:250:ASP:N 2.30 0.46
1:B:248:LYS:CD 1:B:251:ILE:HB 2.41 0.46
1:B:699:LYS:O 1:B:702:MET:HB3 2.16 0.46
1:C:576:LEU:O 1:C:581:VAL:HG12 2.15 0.46
1:D:380:ASN:OD1 1:D:381:SER:N 2.48 0.46
1:F:21:ALA:HA 1:F:159:ASP:0OD2 2.16 0.46
1:F:564:GLY:O 1:F:568:MET:HG2 2.15 0.46
1:G:576:LEU:O 1:G:581:VAL:HG12 2.15 0.46
1:1:99:ARG:NE 1:1:525:GLN:O 2.48 0.46
1:I:53: TYR:CG 1:1:54:ARG:N 2.84 0.46
1:1:82:PRO:HB3 1:1:90:ALA:HB3 1.96 0.46
1:J:235:TYR:CE1 1:J:264:1LE:HA 2.51 0.46
1:J:640:GLU:HA 1:J:643:ASN:HD22 1.81 0.46
1:K:444:LEU:O 1:K:448:VAL:HG23 2.15 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:K:609:VAL:O 1:K:612:GLN:HB2 2.16 0.46
1:L:230:GLU:OE2 1:1:249:ARG:HG2 2.15 0.46
1:B:444.LEU:O 1:B:447:TYR:HB3 2.16 0.46
1:C:250:ASP:0OD1 1:C:251:1LE:HG13 2.16 0.46
1:C:193:LEU:HD21 1:C:288:LYS:HZ3 1.81 0.46
1:E:223:TYR:CE1 1:E:278:LYS:HG3 2.51 0.46
1:E:235:TYR:HA 1:E:265:LYS:O 2.16 0.46
1:E:387:GLN:HG3 1:E:387:GLN:O 2.16 0.46
1:E:574:LYS:O 1:E:578:GLN:HG3 2.16 0.46
1:G:438:LEU:O 1:G:442:ALA:N 2.40 0.46
1:G:348:LYS:HB2 1:H:372: TYR:CD2 2.51 0.46
1:H:45:LEU:HG 1:H:46:SER:H 1.81 0.46
1:H:649:ARG:O 1:H:653:ILE:HG13 2.16 0.46
1:J:532:ARG:HH22 | 1:J:560:LEU:HD11 1.80 0.46
1:K:564:GLY:O 1:K:568: MET:HG2 2.15 0.46
1:1:235:TYR:HE1 1:L:264:1LE:HA 1.80 0.46
1:A:133:GLU:O 1:A:137:PRO:HB3 2.16 0.46
1:A:72:ARG:HG3 1:1:434: THR:HG21 1.98 0.46
1:B:377:THR:HA 1:B:383:ASP:0OD2 2.16 0.46
1:D:444:LEU:O 1:D:447:'TYR:HB3 2.16 0.46
1:E:110:ALA:HBI1 1:E:126: TRP:CE3 2.01 0.46
1:F:201:PHE:HD1 1:F:283:CYS:HB2 1.81 0.46
1:F:646:ASN:OD1 1:F:647:ALA:N 2.49 0.46
1:J:120:GLU:HA 1:J:320:VAL:HB 1.98 0.46
1:K:24:GLU:HB2 1:K:159:ASP:0D2 2.16 0.46
1:J:352:TRP:CB 1:K:376:ARG:HD2 2.39 0.46
1:L:151:SER:HB2 1:L:155:HIS:CE1 2.51 0.46
1:A:21:ALA:HA 1:A:159:ASP:0OD2 2.16 0.46
1:A:238:PRO:HB3 1:A:263:PHE:CD1 2.51 0.46
1:A:372: TYR:CD2 1:1:348:LYS:HB2 2.50 0.46
1:A:272:LYS:O 1:B:134:ASP:HB2 2.16 0.46
1:B:225:VAL:HA 1:B:276:VAL:HG12 1.97 0.46
1:B:124:GLY:CA 1:B:303:VAL:HG22 2.45 0.46
1:C:228:LYS:HB2 1:C:275:ARG:HB3 1.97 0.46
1:C:444:.LEU:O 1:C:448:VAL:HG23 2.15 0.46
1:D:649:ARG:O 1:D:653:1LE:HG13 2.16 0.46
1:E:124:GLY:CA 1:E:303:VAL:HG22 2.46 0.46
1:E:646:ASN:OD1 1:E:647:ALA:N 2.48 0.46
1:E:354:GLU:HG2 1:F:376:ARG:HD3 1.97 0.46
1:F:586: THR:CG2 | 1:F:590:GLN:HE22 2.27 0.46
1:G:114:ALA:O 1:G:118:GLN:HB2 2.16 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:42:ASP:HB3 1:G:44: TRP:HD1 1.81 0.46
1:H:21:ALA:HA 1:H:159:ASP:0OD2 2.16 0.46
1:H:325:ASP:O 1:H:328:ARG:HG2 2.15 0.46
1:H:80: TYR:HD1 1:H:518: THR:HA 1.81 0.46
1:G:411:ALA:HA 1:H:57:PHE:HE1 1.81 0.46
1:I:21:ALA:HA 1:1:159:ASP:0OD2 2.15 0.46
1:1:646:ASN:OD1 1:1:647:ALA:N 2.49 0.46
1:K:223:TYR:HE1 1:K:278:LYS:HG3 1.80 0.46
1:K:387:GLN:O 1:K:387:GLN:HG3 2.15 0.46
1:K:528:LYS:NZ 1:K:559:LEU:O 2.44 0.46
1:K:591:GLN:HA 1:K:595:GLU:CD 2.36 0.46
1:A:376:ARG:HD3 1:L:354:GLU:HG2 1.98 0.46
1:1:41: TRP:CH2 1:L:44: TRP:HB2 2.51 0.46
1:A:165:MET:HB3 1:A:304:PHE:CG 2.50 0.46
1:A:350:PHE:N 1:A:390:ALA:O 2.38 0.46
1:A:82:PRO:HB3 1:A:90:ALA:HB3 1.98 0.46
1:B:586:THR:CG2 | 1:B:590:GLN:HE22 2.26 0.46
1:B:593:LEU:O 1:B:597:GLN:HG3 2.16 0.46
1:B:591:GLN:HA 1:B:595:GLU:CD 2.36 0.46
1:C:306:GLU:OE2 1:D:61:ARG:NE 2.49 0.46
1:D:642:GLN:HA 1:D:645:LEU:HD12 1.98 0.46
1:E:249:ARG:HG3 1:E:250:ASP:N 2.30 0.46
1:E:444.LEU:HD23 1:E:518:THR:HB 1.98 0.46
1:G:162:SER:HB2 1:G:170:ALA:HB2 1.97 0.46
1:G:87:ARG:HD3 1:G:89:ASP:HB2 1.98 0.46
1:H:114:ALA:O 1:H:118:GLN:HB2 2.16 0.46
1:H:387:GLN:HG3 1:H:387:GLN:O 2.16 0.46
1:H:350:PHE:N 1:H:390:ALA:O 2.35 0.46
1:1:249:ARG:HG3 1:1:250:ASP:N 2.31 0.46
1:1:124:GLY:HA3 1:1:303: VAL:HG22 1.97 0.46
1:1:387:GLN:HG3 1:1:387:GLN:O 2.16 0.46
1:1:590:GLN:HA 1:1:594:VAL:HB 1.98 0.46
1:K:235:TYR:CE1 1:K:264:1ILE:HA 2.49 0.46
1:1:24:GLU:HB2 1:L:159:ASP:0OD2 2.16 0.46
1:K:306:GLU:OE2 1:L:61:ARG:NE 2.49 0.46
1:A:248:LYS:HE3 1:A:252:LYS:HB2 1.98 0.46
1:C:124:GLY:CA 1:C:303:VAL:HG22 2.46 0.46
1:C:695:GLU:HA 1:C:698:HIS:ND1 2.31 0.46
1:D:250:ASP:OD1 1:D:251:1LE:HG13 2.16 0.46
1:F:87:ARG:HD3 1:F:89:ASP:HB2 1.98 0.46
1:G:201:PHE:HD1 1:G:283:CYS:HB2 1.81 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:G:35:PHE:CZ 1:G:321:ARG:HB2 2.51 0.46
1:G:45:LEU:HG 1:G:46:SER:H 1.81 0.46
1:G:663:SER:HA 1:G:666:ARG:NE 2.28 0.46
1:H:429:GLN:HA 1:H:432:PHE:HD2 1.80 0.46
1:H:140:ASN:HB3 1:H:455: THR:OG1 2.16 0.46
1:I:117:GLU:OE1 1:1:124:GLY:HA2 2.16 0.46
1:1:349:PRO:HG3 1:1:391: TYR:CZ 2.51 0.46
1:J:80:TYR:CD1 1:J:444:LEU:HD21 2.51 0.46
1:A:26:ARG:O 1:A:30:LYS:HG3 2.16 0.45
1:A:587:PRO:HD?2 1:A:589:GLU:HG3 1.97 0.45
1:B:176:1LE:HD11 1:B:204:PRO:HB3 1.98 0.45
1:B:303:VAL:HG12 | 1:B:439:ASN:HB3 1.97 0.45
1:C:235:TYR:CE1 1:C:264:1ILE:HA 2.51 0.45
1:C:303:VAL:HG12 | 1:C:439:ASN:HB3 1.97 0.45
1:D:641:ALA:HA 1:D:644:GLN:OFE1 2.15 0.45
1:E:21:ALA:HB2 1:E:172:HIS:CD2 2.51 0.45
1:F:80: TYR:CD1 1:F:444.LEU:HD21 2.51 0.45
1:G:10:SER:O 1:G:14:ARG:HG2 2.17 0.45
1:G:15:PHE:HA 1:G:18:ASP:HB3 1.98 0.45
1:G:338:ALA:O 1:G:342:ALA:N 2.46 0.45
1:G:53: TYR:CG 1:G:54:ARG:N 2.84 0.45
1:H:82:PRO:HB3 1:H:90:ALA:HB3 1.99 0.45
1:J:574:LYS:O 1:J:578:GLN:HG3 2.16 0.45
1:K:142:GLN:NE2 1:K:455: THR:OG1 2.50 0.45
1:K:230:GLU:OE2 1:K:249:ARG:HG2 2.15 0.45
1:K:45:LEU:HG 1:K:46:SER:H 1.80 0.45
1:K:646:ASN:OD1 1:K:647:ALA:N 2.49 0.45
1:B:250:ASP:OD1 1:B:251:1LE:HG13 2.16 0.45
1:C:281:1LE:HG12 1:C:287:LEU:H 1.81 0.45
1:C:429:GLN:HA 1:C:432:PHE:HD?2 1.81 0.45
1:D:223: TYR:HE1 1:D:278:LYS:HG3 1.81 0.45
1:D:657:-MET:SD 1:E:655:ASN:ND2 2.90 0.45
1:E:203:ASN:OD1 1:E:205:ASN:N 2.37 0.45
1:F:444.LEU:HD23 1:F:518: THR:HB 1.98 0.45
1:H:165:MET:HB3 1:H:304:PHE:CG 2.52 0.45
1:H:42:ASP:HB3 1:H:44: TRP:HD1 1.81 0.45
1:H:591:GLN:HA 1:H:595:GLU:CD 2.36 0.45
1:H:662:GLN:HA 1:H:665:PHE:CD2 2.51 0.45
1:1:438:LEU:O 1:1:442:ALA:N 2.40 0.45
1:J:151:SER:HB2 1:J:155:HIS:CE1 2.52 0.45
1:J:236:GLN:HG2 1:J:244:VAL:H 1.81 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)

1:J:273:ARG:NE 1:J:296:GLU:OE2 2.49 0.45
1:1:296:GLU:HB2 1:1:449:PHE:CD2 2.36 0.45
1:L:564:GLY:O 1:L:568: MET:HG2 2.17 0.45
1:A:355:GLN:HA 1:A:375:ASN:HB3 1.98 0.45
1:A:377.: THR:HA 1:A:383:ASP:0OD2 2.16 0.45
1:B:99:ARG:NE 1:B:525:GLN:O 2.49 0.45
1:B:661:LYS:HE3 1:B:665:PHE:CZ 2.51 0.45
1:D:99:ARG:NH2 1:D:525:GLN:HA 2.31 0.45
1:D:593:LEU:O 1:D:597:GLN:HG3 2.16 0.45
1:E:444.LEU:O 1:E:447:TYR:HB3 2.16 0.45
1:F:53:TYR:CG 1:F:54:ARG:N 2.83 0.45
1:G:162:SER:OG 1:G:167:LYS:HA 2.16 0.45
1:1:444:LEU:O 1:1:448:VAL:HG23 2.16 0.45
1:J:193:LEU:HD21 1:J:288:LYS:HZ3 1.81 0.45
1:K:320:VAL:O 1:K:323:THR:OG1 2.19 0.45
1:1:133:GLU:O 1:L:137:PRO:HB3 2.16 0.45
1:1L:303:VAL:HG12 1:1.:439:ASN:HB3 1.98 0.45
1:L:363: TYR:CE1 1:L:372:TYR:HA 2.52 0.45
1:A:105:ASN:O 1:A:109:ILE:HG12 2.15 0.45
1:A:21:ALA:HB2 1:A:172:HIS:NE2 2.31 0.45
1:A:303:VAL:HG12 | 1:A:439:ASN:HB3 1.98 0.45
1:B:21:ALA:HB2 1:B:172:HIS:NE2 2.31 0.45
1:C:377:THR:HA 1:C:383:ASP:0OD2 2.15 0.45
1:C:526:SER:O 1:C:530:GLN:N 2.45 0.45
1:C:99:ARG:NH2 1:C:525:GLN:HA 2.32 0.45
1:D:235:TYR:HA 1:D:265:LYS:O 2.16 0.45
1:D:325:ASP:O 1:D:328: ARG:HG2 2.15 0.45
1:G:80:TYR:CZ 1:G:516:CYS:HB2 2.52 0.45
1:H:250:ASP:OD1 1:H:251:1ILE:HG13 2.17 0.45
1:H:26:ARG:O 1:H:30:LYS:HG3 2.17 0.45
1:I1:663:SER:HA 1:1:666:ARG:NE 2.29 0.45
1:J:576:LEU:O 1:J:581:VAL:HG12 2.15 0.45
1:J:70:GLU:O 1:J:73:GLN:HG3 2.16 0.45
1:K:355:GLN:HA 1:K:375:ASN:HB3 1.98 0.45
1:K:272:LYS:O 1:L:134:ASP:HB2 2.16 0.45
1:L:250:ASP:OD1 1:L:251:1LE:HG13 2.16 0.45
1:A:363: TYR:CE1 1:A:372: TYR:HA 2.52 0.45
1:A:701:ARG:HA 1:A:704:ILE:HD12 1.99 0.45
1:B:429:GLN:HA 1:B:432:PHE:HD2 1.82 0.45
1:B:628:GLN:O 1:B:632:LEU:HB2 2.15 0.45
1:C:438:LEU:O 1:C:442:ALA:N 2.40 0.45

Continued on next page...




Page 70

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
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1:C:593:LEU:O 1:C:597:GLN:HG3 2.16 0.45
1:D:203:ASN:OD1 1:D:205:ASN:N 2.38 0.45
1:D:53:TYR:CG 1:D:54:ARG:N 2.84 0.45
1:E:320:VAL:O 1:E:323: THR:OG1 2.18 0.45
1:E:533:TYR:CG 1:E:54:ARG:N 2.85 0.45
1:E:75:PRO:HD2 1:E:523:SER:HB3 1.98 0.45
1:F:35:PHE:CZ 1:F:321:ARG:HB2 2.52 0.45
1:G:140:ASN:HB3 1:G:455:THR:HG1 1.81 0.45
1:1:238:PRO:HB3 1:1:263:PHE:CD1 2.51 0.45
1:1:380:ASN:OD1 1:1:381:SER:N 2.48 0.45
1:J:106: THR:HG23 1:J:146:ARG:HE 1.81 0.45
1:J:642:GLN:HA 1:J:645:LEU:HD12 1.99 0.45
1:K:248:LYS:HE3 1:K:252:LYS:HB2 1.99 0.45
1:L:45:LEU:HG 1:L:46:SER:H 1.81 0.45
1:A:387:GLN:O 1:A:387:GLN:HG3 2.15 0.45
1:B:232:ALA:HA 1:B:269:ARG:H 1.81 0.45
1:B:656:ASN:O 1:B:660:SER:.OG 2.31 0.45
1:C:105:ASN:O 1:C:109:ILE:HG12 2.17 0.45
1:C:80: TYR:CD1 1:C:444:LEU:HD21 2.51 0.45
1:C:251:ILE:HD13 | 1:C:453:LEU:HD13 1.99 0.45
1:C:587:PRO:HD2 1:C:589:GLU:HG3 1.99 0.45
1:C:590:GLN:HA 1:C:594:VAL:HB 1.99 0.45
1:C:646:ASN:OD1 1:C:647:ALA:N 2.49 0.45
1:D:21:ALA:HA 1:D:159:ASP:0D2 2.16 0.45
1:C:356:ILE:HG21 | 1:D:373:LEU:HD21 1.99 0.45
1:F:21:ALA:HB2 1:F:172:HIS:NE2 2.31 0.45
1:F:355:GLN:HG2 1:G:376:ARG:NH1 2.25 0.45
1:F:663:SER:HA 1:F:666:ARG:NE 2.25 0.45
1:1:639:VAL:O 1:1:642: GLN:HG2 2.17 0.45
1:J:444:LEU:HD23 1:J:518:THR:HB 1.98 0.45
1:J:646:ASN:OD1 1:J:647:ALA:N 2.50 0.45
1:L:15:PHE:HA 1:L:18:ASP:HB3 1.97 0.45
1:L:380:ASN:OD1 1:L:381:SER:N 2.48 0.45
1:A:567:-MET:HB2 | 1:L:581:VAL:HG22 1.98 0.45
1:L:663:SER:HA 1:L:666:ARG:NE 2.28 0.45
1:D:24:GLU:HB2 1:D:159:ASP:0D2 2.17 0.45
1:E:21:ALA:HB2 1:E:172:HIS:NE2 2.32 0.45
1:E:418:LEU:HD23 | 1:E:429:GLN:HB3 1.99 0.45
1:F:429:GLN:HA 1:F:432:PHE:CD2 2.49 0.45
1:F:438:LEU:O 1:F:442: ALA:N 2.42 0.45
1:G:593:LEU:O 1:G:597:GLN:HG3 2.17 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)

1:1:429:GLN:HA 1:1:432:PHE:CD2 2.01 0.45
1:1:628: GLN:O 1:1:632:LEU:HB2 2.16 0.45
1:J:403:TYR:OH 1:K:397:VAL:HG11 2.17 0.45
1:J:639:VAL:O 1:J:642:GLN:HG2 2.17 0.45
1:K:338:ALA:O 1:K:342:ALA:N 2.48 0.45
1:L:297:HIS:CG 1:L:298:ILE:H 2.35 0.45
1:A:380:ASN:OD1 1:A:381:SER:N 2.49 0.45
1:A:99:ARG:NE 1:A:525:GLN:O 2.49 0.45
1:D:238:PRO:HB3 1:D:263:PHE:CD1 2.52 0.45
1:D:436:ASN:HA 1:D:439:ASN:ND2 2.31 0.45
1:D:538:LEU:HB3 | 1:D:551:LEU:HD11 1.99 0.45
1:D:528:LYS:HZ3 1:D:560:LEU:HD23 1.81 0.45
1:D:80:TYR:CZ 1:D:516:CYS:HB2 2.52 0.45
1:E:80:TYR:CZ 1:E:516:CYS:HB2 2.52 0.45
1:E:640:GLU:HA 1:E:643:ASN:HD22 1.82 0.45
1:F:124:GLY:HA3 1:F:303:VAL:HG22 1.99 0.45
1:F:165:-MET:HB3 1:F:304:PHE:.CG 2.52 0.45
1:F:406:GLU:O 1:F:410:SER:OG 2.26 0.45
1:G:193:LEU:HD21 1:G:288:LYS:HZ1 1.81 0.45
1:F:398:PRO:HA 1:G:394:ASN:HB3 1.97 0.45
1:G:429:GLN:HA 1:G:432:PHE:HD2 1.82 0.45
1:G:564:GLY:0O 1:G:568:MET:HG2 2.17 0.45
1:H:333:.ILE:HG22 1:H:337:ASN:OD1 2.17 0.45
1:H:97:-MET:HE2 1:H:450:GLN:HE22 1.81 0.45
1:1:252:LYS:HD2 1:1:256:ASP:HB3 1.99 0.45
1:1:220:ALA:CB 1:1:281:ILE:O 2.47 0.45
1:1:29:ALA:O 1:1:33:LEU:HB2 2.17 0.45
1:J:29:ALA:O 1:J:33:.LEU:CB 2.64 0.45
1:J:45:LEU:HG 1:J:46:SER:H 1.82 0.45
1:1:238:PRO:HB3 1:1:263:PHE:CD1 2.52 0.45
1:1:426:ASN:O 1:1:429:GLN:NE2 2.50 0.45
1:L:701:ARG:HA 1:L:704:ILE:HD12 1.99 0.45
1:A:117:GLU:OE1 1:A:124:GLY:HA2 2.17 0.45
1:A:354:GLU:HG2 | 1:B:376:ARG:HD3 1.99 0.45
1:B:140:ASN:HB3 1:B:455: THR:OG1 2.16 0.45
1:B:47:GLN:HB2 1:B:50: THR:CG2 2.47 0.45
1:C:235:TYR:HA 1:C:265:LYS:O 2.16 0.45
1:C:275:ARG:NH2 1:C:293:ILE:O 2.36 0.45
1:D:387:GLN:O 1:D:387:GLN:HG3 2.16 0.45
1:D:538:LEU:O 1:D:542:THR:OG1 2.34 0.45
1:E:628:GLN:O 1:E:632:LEU:HB2 2.16 0.45
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1:F:176:ILE:HD11 1:F:204:PRO:HB3 1.97 0.45
1:G:106: THR:HG23 | 1:G:146:ARG:HE 1.82 0.45
1:G:320:VAL:O 1:G:324:LYS:HG3 2.17 0.45
1:H:24.GLU:OFE1 1:H:24:GLU:N 2.48 0.45
1:H:380:ASN:OD1 1:H:381:SER:N 2.49 0.45
1:H:80:TYR:CZ 1:H:516:CYS:HB2 2.52 0.45
1:1:232: ALA:HA 1:1:269:ARG:H 1.82 0.45
1:1:420:VAL:HB 1:1:424:ALA:HA 1.99 0.45
1:H:664:GLU:HG3 1:1:659:LEU:HD22 1.99 0.45
1:J:80:TYR:CZ 1:J:516:CYS:HB2 2.51 0.45
1:K:297:HIS:CG 1:K:298:ILE:H 2.35 0.45
1:A:201:PHE:HD1 1:A:283:CYS:HB2 1.81 0.45
1:A:649:ARG:O 1:A:653:ILE:HG13 2.17 0.45
1:A:663:SER:O 1:A:666:ARG:HG3 2.16 0.45
1:B:21:ALA:HA 1:B:159:ASP:0OD2 2.16 0.45
1:B:259:ALA:HA 1:B:263:PHE:CD2 2.52 0.45
1:C:642:GLN:HA 1:C:645:LEU:HD12 1.98 0.45
1:D:640:GLU:HA 1:D:643:ASN:HD22 1.81 0.45
1:F:349:PRO:HG3 1:F:391:TYR:CZ 2.52 0.45
1:G:75:PRO:HD2 1:G:523:SER:HB3 1.98 0.45
1:H:35:PHE:CZ 1:H:321:ARG:HB2 2.52 0.45
1:I:53: TYR:O 1:1:54:ARG:NH1 2.49 0.45
1:J:203:ASN:OD1 1:J:205:ASN:N 2.35 0.45
1:K:128:LEU:HD22 | 1:K:144:ILE:HD12 1.99 0.45
1:K:53:TYR:CG 1:K:54:ARG:N 2.85 0.45
1:K:628:GLN:O 1:K:632:LEU:HB2 2.17 0.45
1:L:695:GLU:HA 1:1L:698:HIS:ND1 2.32 0.45
1:A:35:PHE:CZ 1:A:321:ARG:HB2 2.52 0.44
1:C:26:ARG:O 1:C:30:LYS:HG3 2.17 0.44
1:C:53: TYR:CG 1:C:54:ARG:N 2.85 0.44
1:D:168:SER:HA 1:D:297:HIS:NE2 2.32 0.44
1:D:591:GLN:HA 1:D:595:GLU:CD 2.37 0.44
1:E:303:VAL:HG12 | 1:E:439:ASN:HB3 1.98 0.44
1:E:593:LEU:O 1:E:597:GLN:HG3 2.17 0.44
1:F:235:TYR:HE1 1:F:264:ILE:HA 1.82 0.44
1:F:642:GLN:HA 1:F:645:LEU:HD12 1.98 0.44
1:G:184: TRP:CZ3 1:G:199:PRO:HG3 2.52 0.44
1:G:228:LYS:HB2 1:G:275:ARG:HB3 1.98 0.44
1:G:609:VAL:O 1:G:612:GLN:HB2 2.17 0.44
1:1:15:PHE:HA 1:1:18:ASP:HB3 1.98 0.44
1:K:526:SER:O 1:K:530:GLN:N 2.46 0.44
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1:K:75:PRO:HD2 1:K:523:SER:HB3 1.98 0.44
1:D:356:ILE:HG21 | 1:E:373:LEU:HD21 1.99 0.44
1:E:538:LEU:O 1:E:542: THR:OG1 2.34 0.44
1:F:250:ASP:OD1 1:F:251:1LE:HG13 2.17 0.44
1:H:663:SER:HA 1:H:666:ARG:HG2 1.98 0.44
1:J:15:PHE:HA 1:J:18:ASP:HB3 1.98 0.44
1:J:232:ALA:HA 1:J:269:ARG:H 1.83 0.44
1:J:75:PRO:HD2 1:J:523:SER:HB3 1.99 0.44
1:K:124:GLY:HA3 | 1:K:303:VAL:HG22 1.98 0.44
1:K:273:ARG:NE 1:K:296:GLU:OE2 2.50 0.44
1:K:363:TYR:CE1 1:K:372:TYR:HA 2.52 0.44
1:K:623:ALA:HA 1:K:626:GLN:CD 2.38 0.44
1:K:695:GLU:HA 1:K:698:HIS:CE1 2.51 0.44
1:L:140:ASN:HB3 1:L:455:THR:OG1 2.16 0.44
1:L:249:ARG:HG3 1:L:250:ASP:N 2.32 0.44
1:A:203:ASN:OD1 1:A:205:ASN:N 2.33 0.44
1:A:657:MET:SD 1:B:655:ASN:ND2 2.90 0.44
1:B:514:TYR:HB2 1:C:136:SER:OG 2.17 0.44
1:B:653:ILE:HG12 1:C:648:ALA:HA 2.00 0.44
1:C:21:ALA:HB2 1:C:172:HIS:NE2 2.32 0.44
1:C:259:ALA:HA 1:C:263:PHE:CD2 2.53 0.44
1:C:614:VAL:HG11 | 1:D:609:VAL:HG11 1.99 0.44
1:D:646:ASN:HA 1:E:644:GLN:HG2 1.99 0.44
1:E:21:ALA:HA 1:E:159:ASP:0D2 2.16 0.44
1:E:246: TYR:HB2 1:E:510:ILE:HG13 1.99 0.44
1:F:21:ALA:HB2 1:F:172:HIS:CD2 2.52 0.44
1:F:363: TYR:CE1 1:F:372: TYR:HA 2.52 0.44
1:G:398:PRO:O 1:G:399:GLN:HG2 2.18 0.44
1:H:444:LEU:O 1:H:447:TYR:HB3 2.18 0.44
1:H:444:.L.EU:HD23 1:H:518: THR:HB 1.99 0.44
1:H:664:GLU:OE2 1:1:666:ARG:NH2 2.50 0.44
1:J:110:ALA:HB1 1:J:126: TRP:CE3 2.51 0.44
1:J:99:ARG:NH2 1:J:525:GLN:HA 2.31 0.44
1:J:78:VAL:HA 1:J:520:VAL:HA 1.99 0.44
1:K:168:SER:HA 1:K:297:HIS:NE2 2.32 0.44
1:K:201:PHE:HD1 1:K:283:CYS:HB2 1.80 0.44
1:K:324:LYS:O 1:K:327:GLN:HB2 2.18 0.44
1:1:444.LEU:O 1:1:448: VAL:HG23 2.17 0.44
1:1L:526:SER:O 1:L:530:GLN:N 2.48 0.44
1:A:223:TYR:HE1 1:A:278:LYS:HG3 1.81 0.44
1:A:591:GLN:HA 1:A:595:GLU:CD 2.38 0.44
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1:A:578:GLN:HA 1:A:597:GLN:HE21 1.82 0.44
1:B:26:ARG:O 1:B:30:LYS:HG3 2.16 0.44
1:C:248:LYS:HG2 | 1:C:511:ARG:HH21 1.81 0.44
1:D:458:ARG:INH2 1:D:500:ALA:HB1 2.32 0.44
1:E:231: THR:HG22 1:E:249:ARG:HE 1.82 0.44
1:E:250:ASP:OD1 1:E:251:1LE:HG13 2.17 0.44
1:E:120:GLU:HA 1:E:320:VAL:HB 1.99 0.44
1:G:223:TYR:HE1 1:G:278:LYS:HG3 1.83 0.44
1:G:363:TYR:CE1 1:G:372:TYR:HA 2.51 0.44
1:G:387:GLN:O 1:G:387:GLN:HG3 2.17 0.44
1:H:124:GLY:CA 1:H:303: VAL:HG22 2.48 0.44
1:H:203:ASN:OD1 1:H:205:ASN:N 2.33 0.44
1:H:355:GLN:HA 1:H:375:ASN:HB3 1.98 0.44
1:H:628:GLN:O 1:H:632:LEU:HB2 2.18 0.44
1:I:193:LEU:HD21 1:1:288:LYS:HZ3 1.82 0.44
1:J:124:GLY:CA 1:J:303:VAL:HG22 2.47 0.44
1:J:47:GLN:HB2 1:J:50: THR:HG21 2.00 0.44
1:K:203:ASN:HD21 1:K:209:PHE:HZ 1.65 0.44
1:L:444:LEU-HD23 1:L:518:THR:HB 1.99 0.44
1:A:250:ASP:0OD1 1:A:251:ILE:HG13 2.17 0.44
1:B:380:ASN:OD1 1:B:381:SER:N 2.49 0.44
1:B:398:PRO:HA 1:C:394:ASN:HB3 1.99 0.44
1:B:47:GLN:HB2 1:B:50: THR:HG21 2.00 0.44
1:B:590:GLN:HA 1:B:594:VAL:HB 1.99 0.44
1:C:663:SER:O 1:C:666:ARG:HG3 2.18 0.44
1:E:649:ARG:O 1:E:653:1LE:HG13 2.17 0.44
1:G:250:ASP:OD1 1:G:251:ILE:HG13 2.17 0.44
1:G:613:GLY:CA 1:G:616:LEU:HD13 2.38 0.44
1:H:27:ARG:HH11 1:H:313:LYS:HE3 1.83 0.44
1:H:657:MET:SD 1:1:655:ASN:ND2 2.91 0.44
1:1:21:ALA:HB2 1:1:172:HIS:NE2 2.32 0.44
1:1:233:PHE:HB2 1:1:249:ARG:HB3 2.00 0.44
1:J:233:PHE:HB2 1:J:249:ARG:HB3 1.98 0.44
1:J:526:SER:O 1:J:530:GLN:N 2.45 0.44
1:J:649:ARG:O 1:J:653:ILE:HG13 2.16 0.44
1:K:47:GLN:HB2 1:K:50: THR:HG21 2.00 0.44
1:K:614:VAL:HG11 | 1:L:609:VAL:HGI11 2.00 0.44
1:L:176:1ILE:HD11 1:1L:204:PRO:HB3 1.99 0.44
1:L:418:LEU:HD23 1:1:429:GLN:HB3 2.00 0.44
1:L:613:GLY:CA 1:L:616:LEU:HD12 2.47 0.44
1:A:420:VAL:HB 1:A:424:ALA:HA 2.00 0.44
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1:A:613:GLY:CA 1:A:616:LEU:HD12 2.34 0.44
1:B:235:TYR:CE1 1:B:264:ILE:HA 2.52 0.44
1:B:27:ARG:HH11 1:B:313:LYS:HE3 1.83 0.44
1:B:444:LEU:HD?23 1:B:518: THR:HB 2.00 0.44
1:C:448:VAL:HA 1:C:451:ASP:0OD2 2.18 0.44
1:C:444.LEU:HD23 1:C:518: THR:HB 2.00 0.44
1:D:228:LYS:HB2 1:D:275:ARG:HB3 1.99 0.44
1:D:329:LEU:O 1:D:333:ILE:HG13 2.17 0.44
1:E:162:SER:OG 1:E:164:LEU:O 2.35 0.44
1:F:106: THR:HG23 1:F:146: ARG:HE 1.82 0.44
1:F:418:LEU:HD23 1:F:429:GLN:HB3 1.99 0.44
1:G:223:TYR:CE1 1:G:278:LYS:HG3 2.52 0.44
1:G:124:GLY:CA 1:G:303:VAL:HG22 2.48 0.44
1:G:99:ARG:NE 1:G:525:GLN:O 2.50 0.44
1:A:162:SER:OG 1:A:164:LEU:O 2.35 0.44
1:B:525:GLN:HB2 1:B:529:GLN:OE1 2.17 0.44
1:C:640:GLU:HA 1:C:643:ASN:HD22 1.83 0.44
1:C:75:PRO:HD?2 1:C:523:SER:HB3 1.99 0.44
1:D:29:ALA:O 1:D:33:LEU:HB2 2.18 0.44
1:C:348:LYS:HB2 1:D:372:TYR:CD2 2.53 0.44
1:E:99:ARG:NE 1:E:525:GLN:O 2.50 0.44
1:F:126: TRP:CD1 1:F:146:ARG:HG3 2.53 0.44
1:F:581:VAL:HG22 | 1:G:567:MET:HB2 2.00 0.44
1:H:278:LYS:HE2 1:H:280:ILE:HD11 1.99 0.44
1:1:406:GLU:O 1:1:410:SER:OG 2.28 0.44
1:1:45:LEU:HG 1:1:46:SER:H 1.82 0.44
1:1:99:ARG:NH2 1:1:525:GLN:HA 2.32 0.44
1:J:21:ALA:HB2 1:J:172:HIS:NE2 2.32 0.44
1:J:320:VAL:O 1:J:323: THR:OG1 2.19 0.44
1:J:436:ASN:HA 1:J:439:ASN:ND2 2.33 0.44
1:J:525:GLN:HB2 1:J:529:GLN:OFE1 2.18 0.44
1:1:581:VAL:HG22 1:J:567:MET:HB2 1.99 0.44
1:K:29:ALA:O 1:K:33:LEU:CB 2.66 0.44
1:A:29:ALA:O 1:A:33:LEU:HB2 2.17 0.44
1:A:664:GLU:HG3 | 1:B:659:LEU:HD22 1.99 0.44
1:B:306:GLU:OE2 1:C:61:ARG:NE 2.50 0.44
1:B:639:VAL:O 1:B:642:GLN:HG2 2.17 0.44
1:C:140:ASN:HB3 1:C:455: THR:OG1 2.17 0.44
1:C:559:LEU:HB3 1:C:565:VAL:HB 2.00 0.44
1:E:573:ASN:HA 1:E:576:LEU:HD12 2.00 0.44
1:F:235: TYR:CE1 1:F:264:ILE:HA 2.53 0.44
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1:F:525:GLN:HB2 1:F:529:GLN:OE1 2.17 0.44
1:F:656:ASN:O 1:F:660:SER:OG 2.35 0.44
1:G:133:GLU:O 1:G:137:PRO:HB3 2.18 0.44
1:G:646:ASN:HA 1:H:644:GLN:HG2 1.99 0.44
1:1:250:ASP:OD1 1:1:251:ILE:HG13 2.17 0.44
1:1:363:TYR:CE1 1:1:372: TYR:HA 2.50 0.44
1:1:309:PHE:HB2 1:J:150:HIS:HB2 2.00 0.44
1:J:250:ASP:OD1 1:J:251:ILE:HG13 2.17 0.44
1:J:140:ASN:HB3 1:J:455:THR:OG1 2.18 0.44
1:K:124:GLY:CA 1:K:303:VAL:HG22 2.48 0.44
1:K:204:PRO:HD3 1:K:218:GLN:HG2 2.00 0.44
1:K:21:ALA:HB2 1:K:172:HIS:CD2 2.53 0.44
1:A:349:PRO:HG3 1:A:391:TYR:CZ 2.53 0.44
1:B:458:ARG:NH2 1:B:500:ALA:HB1 2.33 0.44
1:C:320:VAL:O 1:C:324:LYS:HG3 2.18 0.44
1:C:45:LEU:HG 1:C:46:SER:H 1.81 0.44
1:C:701:ARG:HA 1:C:704:1ILE:HD12 1.99 0.44
1:C:354:GLU:HG2 1:D:376:ARG:HD3 2.00 0.44
1:E:29:ALA:O 1:E:33:LEU:HB2 2.17 0.44
1:G:235:TYR:HE1 1:G:264:1ILE:HA 1.83 0.44
1:H:526:SER:O 1:H:530: GLN:N 2.47 0.44
1:1:593:LEU:O 1:1:597:GLN:HG3 2.17 0.44
1:K:10:SER:O 1:K:14:ARG:HG2 2.18 0.44
1:K:151:SER:HB2 1:K:155:HIS:CE1 2.52 0.44
1:K:252:LYS:HD2 1:K:256:ASP:HB3 1.99 0.44
1:K:350:PHE:HB2 1:K:390:ALA:HB3 2.00 0.44
1:K:590:GLN:HA 1:K:594:VAL:HB 2.00 0.44
1:L:235: TYR:HA 1:L:265:LYS:O 2.18 0.44
1:L:35:PHE:CZ 1:1:321:ARG:HB2 2.53 0.44
1:1:383:ASP:O 1:1:384:LEU:HD12 2.18 0.44
1:L:80: TYR:CD1 1:1:444:.LEU:HD21 2.52 0.44
1:L:53:TYR:CG 1:L:54:ARG:N 2.86 0.44
1:L:646:ASN:OD1 1:L:647:ALA:N 2.50 0.44
1:A:660:SER:O 1:A:663:SER:OG 2.24 0.43
1:B:162:SER.:.OG 1:B:167:LYS:HA 2.17 0.43
1:D:21:ALA:HB2 1:D:172:HIS:CD2 2.53 0.43
1:D:514:TYR:HB2 1:E:136:SER:OG 2.17 0.43
1:F:203:ASN:HD21 1:F:209:PHE:HZ 1.65 0.43
1:F:320:VAL:O 1:F:323: THR:0OG1 2.19 0.43
1:F:57.:PHE:HB2 1:F:334:MET:SD 2.58 0.43
1:F:663:SER:O 1:F:666:ARG:HG3 2.18 0.43
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1:H:117:GLU:OFE1 1:H:124:GLY:HA2 2.18 0.43
1:J:333:ILE:HG22 1:J:337:ASN:OD1 2.19 0.43
1:L:281:1LE:HG12 1:L:287:LEU:H 1.83 0.43
1:1L:663:SER:O 1:L:666:ARG:HG3 2.17 0.43
1:A:228:LYS:HB2 1:A:275:ARG:HB3 1.99 0.43
1:A:526:SER:O 1:A:530:GLN:N 2.45 0.43
1:B:701:ARG:HA 1:B:704:1LE:HD12 2.00 0.43
1:C:10:SER.:O 1:C:14:ARG:HG2 2.18 0.43
1:C:168:SER:HA 1:C:297:HIS:NE2 2.34 0.43
1:C:278:LYS:HE2 1:C:280:1LE:HD11 2.00 0.43
1:E:248:LYS:CD 1:E:251:ILE:HB 2.43 0.43
1:F:26:ARG:O 1:F:30:LYS:HG3 2.18 0.43
1:H:9:GLU:HB3 1:H:12:LEU:HG 2.00 0.43
1:H:235:TYR:CE1 1:H:264:ILE:HA 2.53 0.43
1:1:124:GLY:CA 1:1:303: VAL:HG22 2.49 0.43
1:1:140:ASN:HB3 1:1:455: THR:OG1 2.18 0.43
1:I:514: TYR:HB2 1:J:136:SER:OG 2.18 0.43
1:J:695:GLU:HA 1:J:698:HIS:ND1 2.34 0.43
1:K:162:SER:OG 1:K:164:LEU:O 2.36 0.43
1:1:333:ILE:HG22 1:L:337:ASN:OD1 2.18 0.43
1:L:590:GLN:HA 1:L:594:VAL:HB 1.99 0.43
1:A:140:ASN:HB3 1:A:455:THR:OG1 2.18 0.43
1:A:564:GLY:O 1:A:568:MET:HG2 2.18 0.43
1:B:609:VAL:O 1:B:612:GLN:HB2 2.18 0.43
1:C:338:ALA:O 1:C:342:ALA:N 2.46 0.43
1:C:65:ARG:O 1:C:69:SER:HB2 2.17 0.43
1:D:204:PRO:HD3 1:D:218:GLN:HG2 2.00 0.43
1:D:587:PRO:HD?2 1:D:589:GLU:HG3 1.99 0.43
1:E:383:ASP:O 1:E:384:LEU:HD12 2.19 0.43
1:F:444:.LEU:O 1:F:448: VAL:HG23 2.17 0.43
1:G:444:.LEU:HD?23 1:G:518:THR:HB 2.00 0.43
1:G:525:GLN:HB2 1:G:529:GLN:OE1 2.18 0.43
1:H:21:ALA:HB2 1:H:172:HIS:CD2 2.52 0.43
1:1:151:SER:HB2 1:1:155:HIS:CE1 2.52 0.43
1:1:223: TYR:HE1 1:1:278:LYS:HG3 1.84 0.43
1:1:350: PHE:N 1:1:390:ALA:O 2.36 0.43
1:J:444.LEU:O 1:J:447:TYR:HB3 2.18 0.43
1:K:162:SER:OG 1:K:167:LYS:HA 2.18 0.43
1:K:649:ARG:O 1:K:653:1LE:HG13 2.18 0.43
1:K:99:ARG:NH2 1:K:525:GLN:HA 2.32 0.43
1:L:29:ALA:O 1:1:33:LEU:HB2 2.18 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:L:33:LEU:HA 1:L:33:LEU:HD12 1.89 0.43
1:L:87:ARG:HD3 1:1:89:ASP:HB2 2.00 0.43
1:A:383:ASP:O 1:A:384:LEU:HD12 2.19 0.43
1:A:528:LYS:HE3 1:A:558: THR:HB 2.01 0.43
1:B:35:PHE:CZ 1:B:321:ARG:HB2 2.53 0.43
1:B:99:ARG:NH2 1:B:525:GLN:HA 2.33 0.43
1:B:538:.LEU:O 1:B:542: THR:OG1 2.37 0.43
1:C:35:PHE:CZ 1:C:321:ARG:HB2 2.54 0.43
1:D:31:ASN:O 1:D:35:PHE:HD2 2.02 0.43
1:E:398:PRO:O 1:E:399:GLN:HG2 2.19 0.43
1:E:526:SER:O 1:E:530:GLN:N 2.49 0.43
1:E:657:MET:SD 1:F:655:ASN:ND2 2.91 0.43
1:G:238:PRO:HB3 1:G:263:PHE:CD1 2.53 0.43
1:G:649:ARG:O 1:G:653:ILE:HG13 2.19 0.43
1:H:438:LEU:O 1:H:442:ALA:N 2.40 0.43
1:H:436:ASN:HA 1:H:439:ASN:ND2 2.33 0.43
1:H:653:ILE:HG12 1:1:648:ALA:HA 1.99 0.43
1:1:532:ARG:HH22 | 1:I:560:LEU:HD11 1.83 0.43
1:1:564:GLY:O 1:I:568: MET:HG2 2.18 0.43
1:J:383:ASP:O 1:J:384:LEU:HD12 2.18 0.43
1:J:663:SER:O 1:J:666:ARG:HG3 2.18 0.43
1:K:126: TRP:CD1 1:K:146:ARG:HG3 2.53 0.43
1:K:383:ASP:O 1:K:384:LEU:HD12 2.18 0.43
1:K:398:PRO:O 1:K:399:GLN:HG2 2.18 0.43
1:K:578:GLN:HA 1:K:597:GLN:HE21 1.82 0.43
1:L:114:ALA:O 1:L:118:GLN:HB2 2.19 0.43
1:A:376:ARG:NH1 1:L:355:GLN:HG2 2.27 0.43
1:L:525:GLN:HB2 1:L:529:GLN:OE1 2.19 0.43
1:A:672:VAL:HA 1:A:675:PHE:CD2 2.54 0.43
1:B:114:ALA:O 1:B:118:GLN:HB2 2.18 0.43
1:B:436:ASN:HA 1:B:439:ASN:ND2 2.32 0.43
1:D:297:HIS:CG 1:D:298:ILE:H 2.36 0.43
1:D:590:GLN:HA 1:D:594:VAL:HB 1.99 0.43
1:E:99:ARG:NH2 1:E:525:GLN:HA 2.34 0.43
1:E:546: THR:OG1 1:E:547:PRO:HD3 2.19 0.43
1:F:225:VAL:HG22 | 1:F:276:VAL:HG12 2.01 0.43
1:F:220:ALA:CB 1:F:281:ILE:O 2.50 0.43
1:F:55:GLY:N 1:F:335:SER:OG 2.49 0.43
1:F:77:ASP:HB2 1:F:522:PRO:O 2.19 0.43
1:}F:664:GLU:HG3 | 1:G:659:LEU:HD22 1.99 0.43
1:G:695:GLU:HA 1:G:698:HIS:ND1 2.34 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:H:248:LYS:HG2 | 1:H:511:ARG:HH21 1.83 0.43
1:H:83:LYS:HD2 1:H:515:GLU:CG 2.49 0.43
1:1:114:ALA:O 1:1:118:GLN:HB2 2.18 0.43
1:1:21:ALA:HB1 1:I:157:ILE:HB 2.01 0.43
1:K:695:GLU:HA 1:K:698:HIS:ND1 2.33 0.43
1:K:514:TYR:HB2 1:L:136:SER:OG 2.18 0.43
1:L:546: THR:OG1 1:L:547:PRO:HD3 2.19 0.43
1:L:591:GLN:HA 1:L:595:GLU:CD 2.38 0.43
1:B:133:GLU:O 1:B:137:PRO:HB3 2.19 0.43
1:C:434: THR:HG21 1:D:72:ARG:HG3 2.01 0.43
1:D:201:PHE:HD1 1:D:283:CYS:HB2 1.84 0.43
1:E:117:GLU:OE1 1:E:124:GLY:HA2 2.19 0.43
1:E:223:TYR:HE1 1:E:278:LYS:HG3 1.83 0.43
1:E:436:ASN:HA 1:E:439:ASN:ND2 2.34 0.43
1:H:252:LYS:HD2 1:H:256:ASP:HB3 2.00 0.43
1:H:89:ASP:0O 1:H:92:ASP:HB2 2.18 0.43
1:1:248:LYS:HE3 1:1:252:LYS:HB2 2.00 0.43
1:1:528:LYS:NZ 1:1:559:LEU:O 2.44 0.43
1:1:640:GLU:HA 1:1:643:ASN:HD22 1.83 0.43
1:1:642: GLN:HA 1:1:645:LEU:HD12 1.99 0.43
1:1:695:GLU:HA 1:1:698:HIS:ND1 2.33 0.43
1:J:53:TYR:CG 1:J:54:ARG:N 2.86 0.43
1:J:609:VAL:O 1:J:612:GLN:HB2 2.19 0.43
1:J:663:SER:HA 1:J:666:ARG:NE 2.29 0.43
1:K:193:LEU:HD23 1:K:193:LEU:HA 1.90 0.43
1:K:403: TYR:OH 1:L:397:VAL:HG11 2.19 0.43
1:L:72:ARG:HH22 1:L:112:ASN:HA 1.83 0.43
1:A:373:LEU:HD21 | 1:L:356:ILE:HG21 2.01 0.43
1:A:609:VAL:O 1:A:612:GLN:HB2 2.19 0.43
1:B:353:PRO:HD3 1:C:374:.LEU:O 2.19 0.43
1:B:383:ASP:O 1:B:384:LEU:HD12 2.19 0.43
1:C:47:GLN:HB2 1:C:50: THR:CG2 2.48 0.43
1:C:695:GLU:HA 1:C:698:HIS:CE1 2.54 0.43
1:D:383:ASP:O 1:D:384:LEU:HD12 2.18 0.43
1:D:662:GLN:HA 1:D:665:PHE:CD2 2.54 0.43
1:F:383:ASP:O 1:F:384:LEU:HD12 2.18 0.43
1:G:235:TYR:CE1 1:G:264:ILE:HA 2.53 0.43
1:H:193:LEU:HD21 1:H:288:LYS:HZ3 1.82 0.43
1:H:303:VAL:HG12 | 1:H:439:ASN:HB3 1.99 0.43
1:H:642:GLN:HA 1:H:645:LEU:HD12 2.01 0.43
1:1:35:PHE:CZ 1:1:321:ARG:HB2 2.53 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)

1:1:333:ILE:HG22 1:1:337:ASN:OD1 2.18 0.43
1:1:78:VAL:HA 1:1:520: VAL:HA 2.00 0.43
1:1:70: GLU:O 1:1:73: GLN:HG3 2.18 0.43
1:J:21:ALA:HA 1:J:159:ASP:0OD2 2.19 0.43
1:J:249:ARG:HG3 1:J:250:ASP:N 2.33 0.43
1:K:249:ARG:HG3 1:K:250:ASP:N 2.34 0.43
1:L:640:GLU:HA 1:L:643:ASN:HD22 1.84 0.43
1:A:146:ARG:HG2 | 1:A:148:PRO:HD3 2.01 0.43
1:A:376:ARG:HD2 1:L:352:TRP:CB 2.40 0.43
1:B:53:TYR:CG 1:B:54:ARG:N 2.87 0.43
1:C:662:GLN:HA 1:C:665:PHE:CD2 2.53 0.43
1:D:126:TRP:CD1 1:D:146:ARG:HG3 2.54 0.43
1:D:165:MET:HB3 1:D:304:PHE:CG 2.53 0.43
1:E:10:SER:O 1:E:14:ARG:HG2 2.18 0.43
1:E:591:GLN:HA 1:E:595:GLU:CD 2.38 0.43
1:G:120:GLU:HA 1:G:320:VAL:HB 1.99 0.43
1:G:383:ASP:O 1:G:384:LEU:HD12 2.18 0.43
1:G:272:LYS:N 1:H:134:ASP:0OD2 2.52 0.43
1:H:162:SER:HB2 1:H:170:ALA:HB2 1.99 0.43
1:H:168:SER:HA 1:H:297:HIS:NE2 2.34 0.43
1:1:47:GLN:HB2 1:I:50: THR:HG21 2.01 0.43
1:1:662: GLN:HA 1:1:665:PHE:CD2 2.53 0.43
1:K:350:PHE:CE1 1:L:372:TYR:HB3 2.53 0.43
1:K:429:GLN:HA 1:K:432:PHE:HD2 1.84 0.43
1:K:525:GLN:HB2 1:K:529:GLN:OFE1 2.19 0.43
1:K:593:LEU:O 1:K:597:GLN:HG3 2.19 0.43
1:L:21:ALA:HB2 1:L:172:HIS:CD2 2.54 0.43
1:B:355:GLN:HA 1:B:375:ASN:HB3 2.01 0.43
1:C:162:SER.:OG 1:C:167:LYS:HA 2.19 0.43
1:C:233:PHE:HB2 1:C:249:ARG:HB3 1.99 0.43
1:E:133:GLU:O 1:E:137:PRO:HB3 2.19 0.43
1:E:193:LEU:HD21 1:E:288:LYS:HZ1 1.82 0.43
1:F:354:GLU:HG2 1:G:376:ARG:HD3 2.00 0.43
1:H:24:GLU:HB2 1:H:159:ASP:0OD2 2.19 0.43
1:H:444:LEU:O 1:H:448:VAL:HG23 2.18 0.43
1:1:612: GLN:O 1:1:615:LEU:HD22 2.19 0.43
1:I:438:LEU:HD11 1:J:108:LYS:HD3 1.99 0.43
1:J:38:VAL:HG22 1:J:43:ASP:OD1 2.19 0.43
1:K:233:PHE:HB2 1:K:249:ARG:HB3 2.00 0.43
1:K:225:VAL:HG22 | 1:K:276:VAL:HG12 2.01 0.43
1:K:193:LEU:HD21 1:K:288:LYS:HZ3 1.83 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:K:410:SER:O 1:K:413:LYS:HG2 2.18 0.43
1:K:434: THR:HG21 1:L:72: ARG:HG3 2.01 0.43
1:K:42:ASP:HB3 1:K:44:TRP:HD1 1.82 0.43
1:B:538:LEU:HB3 1:B:551:LEU:HD11 2.01 0.43
1:C:161:ASN:ND2 1:D:183:GLY:HA3 2.34 0.43
1:C:538:LEU:HB3 | 1:C:551:LEU:HD11 2.01 0.43
1:D:99:ARG:NE 1:D:525:GLN:O 2.52 0.43
1:E:333:ILE:HG22 1:E:337:ASN:OD1 2.18 0.43
1:E:47:GLN:HB2 1:E:50: THR:HG21 1.99 0.43
1:F:228:LYS:HB2 1:F:275:ARG:HB3 2.01 0.43
1:G:99:ARG:NH2 1:G:525:GLN:HA 2.34 0.43
1:H:621:GLU:OE2 1:1:616:LEU:HA 2.19 0.43
1:1:663:SER:HA 1:1:666:ARG:HG2 2.01 0.43
1:L:613:GLY:O 1:L:616:LEU:N 2.51 0.43
1:A:559:LEU:HB3 1:A:565:VAL:HB 2.01 0.42
1:B:75:PRO:HD2 1:B:523:SER:HB3 2.01 0.42
1:C:117:GLU:OE1 1:C:124:GLY:HA2 2.19 0.42
1:C:323: THR:HG22 | 1:C:415:VAL:CG2 2.49 0.42
1:C:411:ALA:O 1:C:415:VAL:HG22 2.19 0.42
1:D:57:PHE:HB2 1:D:334:MET:SD 2.59 0.42
1:E:525:GLN:HB2 1:E:529:GLN:OFE1 2.19 0.42
1:F:133:GLU:O 1:F:137:PRO:HB3 2.19 0.42
1:F:146:ARG:HG2 1:F:148:PRO:HD3 2.01 0.42
1:F:32:ASP:HA 1:F:35:PHE:CD?2 2.54 0.42
1:F:380:ASN:OD1 1:F:381:SER:N 2.50 0.42
1:F:398:PRO:O 1:F:399:GLN:HG2 2.19 0.42
1:G:275:ARG:NH2 1:G:293:ILE:O 2.38 0.42
1:H:338:ALA:O 1:H:342:ALA:N 2.52 0.42
1:H:514:TYR:HB2 1:1:136:SER:OG 2.19 0.42
1:1:353:PRO:HD3 1:J:374:LEU:O 2.19 0.42
1:1:538:LEU:O 1:1:542: THR:OG1 2.37 0.42
1:1:559:LEU:HB3 1:1:565:VAL:HB 2.01 0.42
1:K:35:PHE:CZ 1:K:321:ARG:HB2 2.54 0.42
1:K:559:LEU:HB3 1:K:565:VAL:HB 2.01 0.42
1:L:110:ALA:HB1 1:L:126: TRP:CE3 2.53 0.42
1:1:429:GLN:HA 1:1:432:PHE:CD2 2.53 0.42
1:A:126: TRP:CD1 1:A:146:ARG:HG3 2.54 0.42
1:A:99:ARG:NH2 1:A:525:GLN:HA 2.34 0.42
1:B:252:LYS:HD2 1:B:256:ASP:HB3 2.01 0.42
1:C:114:ALA:O 1:C:118:GLN:HB2 2.19 0.42
1:C:42:ASP:HB3 1:C:44: TRP:HD1 1.84 0.42
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1:C:564:GLY:O 1:C:568:MET:HG2 2.19 0.42
1:D:664:GLU:HG3 | 1:E:659:LEU:HD22 2.01 0.42
1:E:403:TYR:OH 1:F:397:VAL:HG11 2.19 0.42
1:F:436:ASN:HA 1:F:439:ASN:ND2 2.34 0.42
1:F:695:GLU:HA 1:F:698:HIS:ND1 2.34 0.42
1:1:248:LYS:CD 1:I:251:ILE:HB 2.42 0.42
1:1:538:LEU:HB3 1:I:551:LEU:HD11 2.01 0.42
1:J:133:GLU:O 1:J:137:PRO:HB3 2.19 0.42
1:J:578:GLN:HA 1:J:597:GLN:HE21 1.83 0.42
1:1:231: THR:HG22 1:1:249:ARG:HE 1.84 0.42
1:B:10:SER:O 1:B:14:ARG:HG2 2.19 0.42
1:C:31:ASN:O 1:C:35:PHE:HD2 2.02 0.42
1:C:383:ASP:0O 1:C:384:LEU:HD12 2.19 0.42
1:D:430:VAL:O 1:D:433:ASP:HB2 2.20 0.42
1:D:546: THR:OG1 1:D:547:PRO:HD3 2.19 0.42
1:E:297:HIS:CG 1:E:298:1LE:H 2.38 0.42
1:E:70:GLU:O 1:E:73:GLN:HG3 2.18 0.42
1:H:21:ALA:HB2 1:H:172:HIS:NE2 2.34 0.42
1:H:42:ASP:0OD2 1:H:44: TRP:NE1 2.53 0.42
1:1:383:ASP:O 1:1:384:LEU:HD12 2.19 0.42
1:K:444:LEU:HD23 1:K:518:THR:HB 2.01 0.42
1:1:649:ARG:O 1:1:653:1ILE:HG13 2.19 0.42
1:A:204:PRO:HD3 1:A:218:GLN:HG2 2.01 0.42
1:B:309:PHE:HB2 1:C:150:HIS:HB2 2.01 0.42
1:C:400:ALA:O 1:C:404:MET:HB2 2.19 0.42
1:D:220:ALA:CB 1:D:281:ILE:O 2.52 0.42
1:E:661:LYS:HE3 1:E:665:PHE:CZ 2.54 0.42
1:E:514:TYR:HB?2 1:F:136:SER:OG 2.18 0.42
1:F:152:ALA:HA 1:F:155:HIS:HB2 2.01 0.42
1:G:21:ALA:HB1 1:G:157:ILE:HB 2.01 0.42
1:H:126: TRP:CD1 1:H:146:ARG:HG3 2.54 0.42
1:H:204:PRO:HD3 1:H:218:GLN:HG2 2.02 0.42
1:H:320:VAL:O 1:H:324:LYS:HG3 2.20 0.42
1:J:223:TYR:CE1 1:J:278:LYS:HG3 2.55 0.42
1:J:27:ARG:HH11 1:J:313:LYS:HE3 1.84 0.42
1:1L:613:GLY:HA2 1:1:616:LEU:HD12 2.01 0.42
1:A:337:ASN:HA 1:A:340:ILE:HD12 2.01 0.42
1:A:374:LEU:O 1:1:353:PRO:HD3 2.18 0.42
1:A:590:GLN:HA 1:A:594:VAL:HB 2.01 0.42
1:A:695:GLU:HA 1:A:698:HIS:ND1 2.35 0.42
1:B:281:1LE:HG23 1:B:286:VAL:HA 2.02 0.42
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1:C:133:GLU:O 1:C:137:PRO:HB3 2.19 0.42
1:D:233:PHE:HB2 1:D:249:ARG:HB3 2.01 0.42
1:D:363: TYR:CE1 1:D:372:TYR:HA 2.54 0.42
1:D:72:ARG:HH22 1:D:112:ASN:HA 1.84 0.42
1:E:24.GLU:HB2 1:E:159:ASP:0D2 2.20 0.42
1:E:53:TYR:O 1:E:54:ARG:NH1 2.48 0.42
1:D:614:VAL:HG11 | 1:E:609:VAL:HG11 2.00 0.42
1:E:78:VAL:HA 1:E:520:VAL:HA 2.02 0.42
1:G:248:LYS:CD 1:G:251:ILE:HB 2.44 0.42
1:G:31:ASN:O 1:G:35:PHE:HD?2 2.02 0.42
1:H:586: THR:CG2 | 1:H:590:GLN:HE22 2.27 0.42
1:1:26:ARG:O 1:1:30:LYS:HG3 2.19 0.42
1:I:57:PHE:HB2 1:1:334:MET:SD 2.60 0.42
1:I:80:TYR:CZ 1:1:516:CYS:HB2 2.54 0.42
1:J:65:ARG:O 1:J:69:SER:HB2 2.20 0.42
1:K:133:GLU:O 1:K:137:PRO:HB3 2.19 0.42
1:K:99:ARG:NE 1:K:525:GLN:O 2.51 0.42
1:L:447:TYR:O 1:L:450:GLN:HB3 2.19 0.42
1:L:671: THR:HG22 1:L:675:PHE:CZ 2.54 0.42
1:A:281:ILE:HG12 1:A:287:LEU:H 1.84 0.42
1:A:652:GLU:O 1:A:656:ASN:HB2 2.19 0.42
1:B:77:ASP:HB2 1:B:522:PRO:O 2.18 0.42
1:D:411:ALA:O 1:D:415:VAL:HG22 2.19 0.42
1:D:429:GLN:HA 1:D:432:PHE:HD2 1.84 0.42
1:D:663:SER:HA 1:D:666:ARG:HG2 2.01 0.42
1:E:233:PHE:HB2 1:E:249:ARG:HB3 2.01 0.42
1:E:26:ARG:O 1:E:30:LYS:HG3 2.20 0.42
1:E:320:VAL:O 1:E:324:LYS:HG3 2.20 0.42
1:E:701:ARG:HA 1:E:704:ILE:HD12 2.02 0.42
1:G:232:ALA:HA 1:G:269:ARG:H 1.84 0.42
1:H:248:LYS:CD 1:H:251:ILE:HB 2.41 0.42
1:1:444:LEU.HD23 1:I:518: THR:HB 2.00 0.42
1:J:248:LYS:CD 1:J:251:ILE:HB 2.43 0.42
1:J:663:SER:HA 1:J:666:ARG:HG2 2.02 0.42
1:K:447'TYR:O 1:K:450:GLN:HB3 2.19 0.42
1:L:21:ALA:HB2 1:L:172:HIS:NE2 2.35 0.42
1:1L:252:LYS:HD?2 1:1:256:ASP:HB3 2.01 0.42
1:A:21:ALA:HBI1 1:A:157:ILE:HB 2.00 0.42
1:A:31:ASN:O 1:A:35:PHE:HD2 2.01 0.42
1:B:165:MET:HB3 1:B:304:PHE:CG 2.55 0.42
1:B:236:GLN:HG2 1:B:244:VAL:H 1.84 0.42
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1:C:53:TYR:O 1:C:54:ARG:NH1 2.50 0.42
1:D:695:GLU:HA 1:D:698:HIS:ND1 2.35 0.42
1:E:31:ASN:O 1:E:35:PHE:HD2 2.02 0.42
1:F:338:ALA:O 1:F:342:ALA:N 2.52 0.42
1:G:142:GLN:NE2 1:G:455: THR:OG1 2.53 0.42
1:G:546: THR:OG1 1:G:547:PRO:HD3 2.19 0.42
1:J:10:SER:O 1:J:14:ARG:HG2 2.20 0.42
1:1:420:VAL:HB 1:L:424:ALA:HA 2.00 0.42
1:A:193:LEU:HD23 1:A:193:LEU:HA 1.92 0.42
1:A:252:.LYS:HD2 1:A:256:ASP:HB3 2.00 0.42
1:A:297:HIS:CG 1:A:298:.ILE:H 2.37 0.42
1:B:307:-TRP:HE1 1:B:314:GLU:HG2 1.85 0.42
1:B:539:LEU:HG 1:B:551:LEU:HD22 2.02 0.42
1:A:653:ILE:HG12 1:B:648:ALA:HA 2.01 0.42
1:D:117:GLU:OFE1 1:D:124:GLY:HA2 2.19 0.42
1:D:248:LYS:CD 1:D:251:1ILE:HB 2.44 0.42
1:E:162:SER:OG 1:E:167:LYS:HA 2.20 0.42
1:E:275:ARG:NH2 1:E:293:ILE:O 2.40 0.42
1:E:564:GLY:O 1:E:568: MET:HG2 2.19 0.42
1:G:249:ARG:HG3 1:G:250:ASP:N 2.34 0.42
1:G:354:GLU:HG2 | 1:H:376:ARG:HD3 2.01 0.42
1:H:383:ASP:0O 1:H:384:LEU:HD12 2.19 0.42
1:1:24:GLU:HB2 1:1:159:ASP:0OD2 2.20 0.42
1:1:404:MET:HA 1:1:407:ALA:HB3 2.02 0.42
1:J:411:ALA:O 1:J:415:VAL:HG22 2.19 0.42
1:1:411:ALA:HA 1:J:57.:PHE:HE1 1.83 0.42
1:K:546: THR:OG1 1:K:547:PRO:HD3 2.19 0.42
1:K:613:GLY:HA2 1:K:616:LEU:CD1 2.46 0.42
1:B:21:ALA:HB2 1:B:172:HIS:CD2 2.55 0.42
1:B:81:ARG:HB2 1:B:517:TYR:CZ 2.55 0.42
1:C:38: VAL:HG22 1:C:43:ASP:OD1 2.20 0.42
1:C:609:VAL:O 1:C:612:GLN:HB2 2.20 0.42
1:D:203:ASN:HD21 1:D:209:PHE:HZ 1.68 0.42
1:D:120:GLU:HA 1:D:320:VAL:HB 2.01 0.42
1:E:89:ASP:0O 1:E:92:ASP:HB2 2.20 0.42
1:E:99:ARG:O 1:E:103:ARG:N 2.53 0.42
1:F:193:LEU:HD23 1:F:193:LEU:HA 1.88 0.42
1:F:246: TYR:HB2 1:F:511:ARG:H 1.85 0.42
1:F:78:VAL:HA 1:F:520: VAL:HA 2.01 0.42
1:H:235:TYR:HE1 1:H:264:ILE:HA 1.85 0.42
1:H:434: THR:HG21 1:I:72:ARG:HG3 2.01 0.42
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1:H:75:PRO:HD2 1:H:523:SER:HB3 2.01 0.42
1:1:622:LEU:O 1:1:626:GLN:HG3 2.20 0.42
1:L:297:HIS:CG 1:L:298:ILE:N 2.87 0.42
1:L:538:LEU:O 1:1:542: THR:OG1 2.38 0.42
1:A:21:ALA:HB2 1:A:172:HIS:CD2 2.54 0.42
1:C:307:TRP:HE1 1:C:314:GLU:HG2 1.85 0.42
1:C:649:ARG:O 1:C:653:ILE:HG13 2.20 0.42
1:D:623:ALA:O 1:D:626:GLN:HB2 2.20 0.42
1:D:628:GLN:O 1:D:632:LEU:HB2 2.19 0.42
1:E:176:1LE:HD11 1:E:204:PRO:HB3 2.01 0.42
1:E:623:ALA:O 1:E:626:GLN:HB2 2.19 0.42
1:G:642:GLN:HA 1:G:645:LEU:HD12 2.01 0.42
1:H:235:TYR:HA 1:H:265:LYS:O 2.20 0.42
1:H:447:TYR:O 1:H:450:GLN:HB3 2.20 0.42
1:1:21:ALA:HB2 1:1:172:HIS:CD2 2.54 0.42
1:J:162:SER:OG 1:J:164:LEU:O 2.38 0.42
1:K:297:HIS:CG 1:K:298:ILE:N 2.88 0.42
1:B:55:GLY:N 1:B:335:SER:OG 2.52 0.41
1:C:236:GLN:HA 1:C:245:SER:H 1.85 0.41
1:C:448:VAL:HG12 | 1:C:514:TYR:CE1 2.55 0.41
1:C:622:LEU:O 1:C:626:GLN:HG3 2.20 0.41
1:D:35:PHE:CZ 1:D:321:ARG:HB2 2.55 0.41
1:E:532:ARG:HH22 | 1:E:560:LEU:HD11 1.85 0.41
1:D:581:VAL:HG22 | 1:E:567:MET:HB2 2.01 0.41
1:E:660:SER:O 1:E:663:SER:OG 2.24 0.41
1:F:124:GLY:CA 1:F:303:VAL:HG22 2.49 0.41
1:F:47:GLN:HB2 1:F:50: THR:HG21 2.02 0.41
1:G:117:GLU:OE1 1:G:124:GLY:HA2 2.20 0.41
1:G:527:MET:HA 1:G:530:GLN:CD 2.40 0.41
1:G:628:GLN:O 1:G:632:LEU:HB2 2.19 0.41
1:G:641:ALA:HA 1:G:644:GLN:OE1 2.20 0.41
1:H:231:THR:HG22 1:H:249:ARG:HE 1.85 0.41
1:H:410:SER:O 1:H:413:LYS:HG2 2.20 0.41
1:J:162:SER:OG 1:J:167:LYS:HA 2.20 0.41
1:J:297:HIS:CG 1:J:298:ILE:H 2.37 0.41
1:K:532:ARG:HH22 | 1:K:560:LEU:HD11 1.85 0.41
1:L:31:ASN:O 1:L:35:PHE:HD2 2.02 0.41
1:A:83:LYS:HD2 1:A:515:GLU:.CG 2.50 0.41
1:B:238:PRO:HB3 1:B:263:PHE:CD1 2.55 0.41
1:B:325:ASP:HA 1:B:328:ARG:NH1 2.36 0.41
1:B:695:GLU:HA 1:B:698:HIS:ND1 2.35 0.41
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1:C:151:SER:O 1:C:155:HIS:ND1 2.44 0.41
1:C:162:SER:HB2 1:C:170:ALA:HB2 2.02 0.41
1:C:248:LYS:CD 1:C:251:ILE:HB 2.43 0.41
1:C:357:ALA:HA 1:C:360:GLU:OE2 2.20 0.41
1:C:47:GLN:HB2 1:C:50: THR:HG21 2.01 0.41
1:C:710:SER:O 1:C:714:ASN:HB2 2.20 0.41
1:D:248:LYS:HE3 1:D:252:LYS:HB2 2.02 0.41
1:D:323:THR:HG22 | 1:D:415:VAL:CG2 2.50 0.41
1:D:564:GLY:O 1:D:568:-MET:HG2 2.19 0.41
1:D:663:SER:O 1:D:666:ARG:HG3 2.19 0.41
1:E:171:ARG:NH1 1:F:186:ASP:OD2 2.52 0.41
1:F:233:PHE:HB2 1:F:249:ARG:HB3 2.02 0.41
1:G:21:ALA:HB2 1:G:172:HIS:CD2 2.54 0.41
1:G:403:TYR:OH 1:H:397:VAL:HG11 2.21 0.41
1:H:695:GLU:HA 1:H:698:HIS:ND1 2.34 0.41
1:1:133:GLU:O 1:1:137:PRO:HB3 2.20 0.41
1:1:307:- TRP:HE1 1:1:314:GLU:HG2 1.85 0.41
1:J:146:ARG:HG2 1:J:148:PRO:HD3 2.02 0.41
1:J:275:ARG:HD2 1:J:296:GLU:HG2 2.02 0.41
1:J:57:PHE:HB2 1:J:334:MET:SD 2.60 0.41
1:J:546: THR:OG1 1:J:547:PRO:HD3 2.19 0.41
1:J:564:GLY:O 1:J:568:MET:HG2 2.20 0.41
1:K:652:GLU:O 1:K:656:ASN:HB2 2.21 0.41
1:1:386: THR:HG22 1:L:387:GLN:N 2.35 0.41
1:C:231: THR:HG22 1:C:249:ARG:HE 1.85 0.41
1:C:120:GLU:HA 1:C:320:VAL:HB 2.02 0.41
1:D:444:LEU:HD23 1:D:518:THR:HB 2.01 0.41
1:E:35:PHE:H 1:E:35:PHE:HD2 1.68 0.41
1:F:623:ALA:O 1:F:626:GLN:HB2 2.21 0.41
1:G:231: THR:HG22 1:G:249:ARG:HE 1.84 0.41
1:G:29:ALA:O 1:G:33:LEU:HB2 2.20 0.41
1:H:120:GLU:HA 1:H:320:VAL:HB 2.02 0.41
1:H:411:ALA:O 1:H:415:VAL:HG22 2.21 0.41
1:1:276: VAL:HG11 1:1:297:HIS:O 2.20 0.41
1:1:546: THR:OG1 1:1:547:PRO:HD3 2.21 0.41
1:1:591:GLN:HA 1:1:595:GLU:CD 2.40 0.41
1:J:235:TYR:HE1 1:J:264:ILE:HA 1.84 0.41
1:J:355:GLN:HA 1:J:375:ASN:HB3 2.02 0.41
1:L:441:ARG:O 1:L:444:.LEU:HB3 2.20 0.41
1:L:527:MET:HA 1:L:530:GLN:CD 2.41 0.41
1:B:57:PHE:HB2 1:B:334:MET:SD 2.60 0.41
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1:C:72:ARG:NH2 1:C:111:VAL:HG12 2.34 0.41
1:D:45:LEU:HG 1:D:46:SER:H 1.84 0.41
1:F:83:LYS:HD2 1:F:515:GLU:CG 2.51 0.41
1:G:110:ALA:HB1 1:G:126: TRP:CE3 2.56 0.41
1:H:246: TYR:HB2 1:H:511:ARG:H 1.85 0.41
1:H:389:LEU:HD23 1:H:389:LEU:HA 1.89 0.41
1:1:297:HIS:CG 1:1:298:ILE:H 2.38 0.41
1:J:398:PRO:O 1:J:399:GLN:HG2 2.20 0.41
1:J:593:LEU:O 1:J:597:GLN:HG3 2.21 0.41
1:J:83:LYS:HD2 1:J:515:GLU:.CG 2.50 0.41
1:K:509:ASP:0D2 1:K:513:ARG:INH2 2.53 0.41
1:L:641:ALA:HA 1:L:644:GLN:OE1 2.21 0.41
1:A:438:LEU:O 1:A:442:ALA:N 2.42 0.41
1:A:646:ASN:HA 1:B:644:GLN:HG2 2.02 0.41
1:B:231: THR:HG22 1:B:249:ARG:HE 1.85 0.41
1:A:411:ALA:HA 1:B:57:PHE:HE1 1.84 0.41
1:C:386: THR:HG22 1:C:387:GLN:N 2.35 0.41
1:C:621:GLU:OE2 1:D:616:LEU:HA 2.20 0.41
1:C:623:ALA:HA 1:C:626:GLN:CD 2.41 0.41
1:C:628:GLN:O 1:C:632:LEU:HB2 2.21 0.41
1:D:386: THR:HG22 1:D:387:GLN:N 2.35 0.41
1:D:441:ARG:O 1:D:444:LEU:HB3 2.21 0.41
1:E:193:LEU:HA 1:E:193:LEU:HD23 1.91 0.41
1:F:231: THR:HG22 1:F:249:ARG:HE 1.85 0.41
1:F:386: THR:HG22 1:F:387:GLN:N 2.36 0.41
1:F:509:ASP:0OD2 1:F:513:ARG:NH2 2.53 0.41
1:F:546: THR:OG1 1:F:547:PRO:HD3 2.21 0.41
1:G:320:VAL:O 1:G:323: THR:OG1 2.21 0.41
1:G:663:SER:HA 1:G:666:ARG:HG2 2.01 0.41
1:H:564:GLY:O 1:H:568:MET:HG2 2.20 0.41
1:1:105:ASN:O 1:I:109:ILE:HG12 2.21 0.41
1:J:320:VAL:O 1:J:324:LYS:HG3 2.21 0.41
1:K:120:GLU:HA 1:K:320:VAL:HB 2.03 0.41
1:K:333:ILE:HG22 1:K:337:ASN:OD1 2.20 0.41
1:L:162:SER:.OG 1:L:167:LYS:HA 2.20 0.41
1:1L:47:GLN:HB2 1:L:50: THR:HG21 2.02 0.41
1:1:623:ALA:HA 1:1:626:GLN:CD 2.40 0.41
1:A:110:ALA:HB1 1:A:126: TRP:CE3 2.56 0.41
1:A:436:ASN:HA 1:A:439:ASN:ND2 2.34 0.41
1:B:447:TYR:O 1:B:450:GLN:HB3 2.20 0.41
1:B:541:LYS:HB3 1:B:541:LYS:HE2 1.91 0.41
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1:C:281:ILE:HG23 1:C:286:VAL:HA 2.03 0.41
1:C:546: THR:OG1 1:C:547:PRO:HD3 2.19 0.41
1:E:106: THR:HG23 1:E:146:ARG:HE 1.86 0.41
1:E:232:ALA:HA 1:E:269:ARG:H 1.86 0.41
1:F:151:SER:HB3 1:F:154:SER:OG 2.20 0.41
1:G:38:VAL:HG22 1:G:43:ASP:0OD1 2.20 0.41
1:G:526:SER:O 1:G:530:GLN:N 2.49 0.41
1:H:276:VAL:HG23 | 1:H:293:ILE:HD13 2.02 0.41
1:1:126: TRP:CD1 1:1:146:ARG:HG3 2.56 0.41
1:I:70:GLU:OE1 1:1:429:GLN:HG3 2.21 0.41
1:J:47:GLN:HB2 1:J:50: THR:CG2 2.50 0.41
1:J:622:LEU:O 1:J:626:GLN:HG3 2.21 0.41
1:K:117:GLU:OE1 1:K:124:GLY:HA2 2.20 0.41
1:K:231: THR:HG22 1:K:249:ARG:HE 1.86 0.41
1:K:232:ALA:HA 1:K:269:ARG:H 1.85 0.41
1:K:389:LEU:HD23 1:K:389:LEU:HA 1.90 0.41
1:L:26:ARG:O 1:L:30:LYS:HG3 2.21 0.41
1:L:77:ASP:HB2 1:1:523:SER:HA 2.03 0.41
1:A:329:LEU:O 1:A:333:ILE:HG13 2.21 0.41
1:A:350:PHE:CE1 1:B:372:TYR:HB3 2.56 0.41
1:B:546: THR:OG1 1:B:547:PRO:HD3 2.21 0.41
1:D:281:ILE:HG23 1:D:286:VAL:HA 2.02 0.41
1:D:296:GLU:HB2 1:D:449:PHE:CD2 2.39 0.41
1:F:514: TYR:HB2 1:G:136:SER:OG 2.20 0.41
1:G:386: THR:HG22 1:G:387:GLN:N 2.35 0.41
1:1:231: THR:HG22 1:1:249:ARG:HE 1.85 0.41
1:1:238:PRO:HB3 1:1:263:PHE:CE1 2.56 0.41
1:L:193:LEU:HD21 1:L:288:LYS:HZ3 1.86 0.41
1:K:353:PRO:HD3 1:L:374:LEU:O 2.21 0.41
1:1:623:ALA:O 1:1:626:GLN:HB2 2.21 0.41
1:L:652:GLU:O 1:L:656:ASN:HB2 2.20 0.41
1:L:83:LYS:HD2 1:L:515:GLU:CG 2.50 0.41
1:B:275:ARG:HD2 1:B:296:GLU:HG2 2.03 0.41
1:B:31:ASN:O 1:B:35:PHE:HD?2 2.03 0.41
1:B:359:PHE:HB3 1:B:363: TYR:HE2 1.85 0.41
1:A:398:PRO:HB3 1:B:394:ASN:HB3 2.03 0.41
1:C:72:ARG:HH21 | 1:C:111:VAL:HG12 1.86 0.41
1:E:151:SER:HB2 1:E:155:HIS:CE1 2.55 0.41
1:E:710:SER:O 1:E:714:ASN:HB2 2.21 0.41
1:F:458:ARG:NH2 1:F:500:ALA:HB1 2.36 0.41
1:F:663:SER:HA 1:F:666:ARG:HG2 2.03 0.41
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1:H:546: THR:OG1 1:H:547:PRO:HD3 2.20 0.41
1:1:110:ALA:HB1 1:1:126: TRP:CE3 2.55 0.41
1:1:38: VAL:HG22 1:1:43:ASP:OD1 2.21 0.41
1:J:238:PRO:HB3 1:J:263:PHE:CE1 2.56 0.41
1:J:646:ASN:HA 1:K:644:GLN:HG2 2.03 0.41
1:J:667:GLU:HG2 1:K:666:ARG:CZ 2.51 0.41
1:K:26:ARG:O 1:K:30:LYS:HG3 2.21 0.41
1:K:436:ASN:HA 1:K:439:ASN:ND2 2.35 0.41
1:L:509:ASP:OD1 1:1L:509:ASP:N 2.54 0.41
1:L:538:LEU:HB3 1:L:551:LEU:HD11 2.03 0.41
1:A:276:VAL:HG11 1:A:297:HIS:O 2.20 0.41
1:A:386: THR:HG22 1:A:387:GLN:N 2.35 0.41
1:A:623:ALA:O 1:A:626:GLN:HB2 2.20 0.41
1:C:297:HIS:CG 1:C:298:ILE:H 2.38 0.41
1:C:57:PHE:HB2 1:C:334:MET:SD 2.61 0.41
1:C:538:LEU:O 1:C:542: THR:OG1 2.38 0.41
1:B:614:VAL:HG11 | 1:C:609:VAL:HG11 2.03 0.41
1:E:225:VAL:HA 1:E:276:VAL:HG12 2.02 0.41
1:E:278:LYS:HB3 1:E:291:GLN:O 2.21 0.41
1:E:42:ASP:HB3 1:E:44:TRP:HD1 1.86 0.41
1:E:47:GLN:HB2 1:E:50: THR:CG2 2.51 0.41
1:G:220:ALA:CB 1:G:281:1LE:O 2.48 0.41
1:G:662:GLN:HA 1:G:665:PHE:CD2 2.55 0.41
1:H:127:ARG:HB3 1:H:147:GLU:HB2 2.02 0.41
1:H:203:ASN:HD21 1:H:209:PHE:HZ 1.69 0.41
1:H:306:GLU:OE2 1:I:61:ARG:NE 2.54 0.41
1:H:57:PHE:HB2 1:H:334:MET:SD 2.61 0.41
1:H:363: TYR:CE1 1:H:372: TYR:HA 2.53 0.41
1:H:593:LEU:O 1:H:597:GLN:HG3 2.21 0.41
1:1:236:GLN:HG2 1:1:244:VAL:H 1.86 0.41
1:1:359:PHE:HB3 1:1:363: TYR:HE2 1.86 0.41
1:1:649:ARG:O 1:1:653:ILE:HG13 2.20 0.41
1:K:238:PRO:HB3 1:K:263:PHE:CD1 2.56 0.41
1:K:663:SER:HA 1:K:666:ARG:NE 2.28 0.41
1:L:248:LYS:HG2 1:L:511:ARG:HH21 1.85 0.41
1:1L:622:LEU:O 1:1:626:GLN:HG3 2.21 0.41
1:B:117:GLU:OE1 1:B:124:GLY:HA?2 2.21 0.41
1:F:162:SER:OG 1:F:167:LYS:HA 2.20 0.41
1:F:448:VAL:HA 1:F:451:ASP:0OD2 2.21 0.41
1:F:89:ASP:O 1:F:92:ASP:HB2 2.21 0.41
1:G:325:ASP:HA 1:G:328:ARG:NH1 2.35 0.41

Continued on next page...



Page 90

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:G:458:ARG:NH2 | 1:G:500:ALA:HB1 2.36 0.41
1:1:162:SER:OG 1:1:167:LYS:HA 2.20 0.41
1:1:225:VAL:HG22 1:1:276:VAL:HG12 2.03 0.41
1:1:410:SER.:O 1:1:413:LYS:HG2 2.20 0.41
1:1:458:ARG:NH2 1:1:500:ALA:HBI1 2.35 0.41
1:1:562:GLY:O 1:1:566:GLU:HG3 2.21 0.41
1:I:615:LEU:O 1:1:618:GLY:N 2.54 0.41
1:J:42:ASP:HB3 1:J:44:TRP:HD1 1.85 0.41
1:K:235:TYR:HA 1:K:265:LYS:O 2.21 0.41
1:K:359:PHE:HB2 1:K:360:GLU:H 1.78 0.41
1:K:407:ALA:HA 1:K:410:SER:HB2 2.03 0.41
1:L:10:SER:O 1:L:14:ARG:HG2 2.21 0.41
1:L:282:THR:HG23 1:L:284: THR:H 1.85 0.41
1:A:184:TRP:CZ3 1:A:199:PRO:HG3 2.56 0.41
1:A:47:GLN:HB2 1:A:50:THR:HG21 2.03 0.41
1:A:458:ARG:NH2 1:A:500:ALA:HB1 2.36 0.41
1:B:398:PRO:O 1:B:399:GLN:HG2 2.20 0.41
1:B:87:ARG:HD3 1:B:89:ASP:HB2 2.02 0.41
1:C:282: THR:HG23 1:C:284: THR:H 1.86 0.41
1:C:562:GLY:O 1:C:566:GLU:HG3 2.20 0.41
1:C:83:LYS:HD?2 1:C:515:GLU:CG 2.51 0.41
1:D:282: THR:HG23 1:D:284: THR:H 1.86 0.41
1:D:448:VAL:HA 1:D:451:ASP:0D2 2.21 0.41
1:D:526:SER:O 1:D:530:GLN:N 2.47 0.41
1:D:663:SER:HA 1:D:666:ARG:NE 2.27 0.41
1:F:460:ASP:HA 1:F:499:LEU:O 2.21 0.41
1:F:574:LYS:O 1:F:578:GLN:HG3 2.21 0.41
1:G:165:MET:HB3 1:G:304:PHE:CG 2.56 0.41
1:G:236:GLN:HG2 1:G:244:VAL:H 1.86 0.41
1:H:72:ARG:HH21 | 1:H:111:VAL:HG12 1.86 0.41
1:H:297:HIS:CG 1:H:298:1LE:H 2.38 0.41
1:H:403: TYR:OH 1:1:397:VAL:HG11 2.20 0.41
1:I:527:MET:HA 1:1:530:GLN:CD 2.41 0.41
1:J:21:ALA:HB2 1:J:172:HIS:CD2 2.56 0.41
1:J:386: THR:HG22 1:J:387:GLN:N 2.35 0.41
1:1L:438:LEU:O 1:1:442:ALA:N 2.42 0.41
1:A:114:ALA:O 1:A:118:GLN:HB2 2.20 0.40
1:A:233:PHE:HB2 1:A:249:ARG:HB3 2.03 0.40
1:C:176:ILE:HG21 1:C:201:PHE:CE2 2.56 0.40
1:C:35:PHE:H 1:C:35:PHE:HD2 1.68 0.40
1:D:26:ARG:O 1:D:30:LYS:HG3 2.22 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:D:398:PRO:O 1:D:399:GLN:HG2 2.20 0.40
1:E:252:LYS:NZ 1:E:256:ASP:HB3 2.36 0.40
1:E:83:LYS:HD2 1:E:515:GLU:.CG 2.52 0.40
1:F:556: TYR:HB3 1:F:572:ALA:CB 2.48 0.40
1:F:593:LEU:O 1:F:597:GLN:HG3 2.20 0.40
1:G:252:LYS:HD2 1:G:256:ASP:HB3 2.04 0.40
1:G:26:ARG:O 1:G:30:LYS:HG3 2.20 0.40
1:G:89:ASP:O 1:G:92:ASP:HB2 2.21 0.40
1:H:236:GLN:HG2 1:H:244:VAL:H 1.85 0.40
1:H:559:LEU:HB3 1:H:565:VAL:HB 2.04 0.40
1:J:662:GLN:HA 1:J:665:PHE:CD2 2.56 0.40
1:K:362:MET:HA 1:K:366:ASN:CB 2.50 0.40
1:K:83:LYS:HD2 1:K:515:GLU:CG 2.52 0.40
1:K:685:ALA:O 1:K:689:LEU:HG 2.21 0.40
1:L:248:LYS:CD 1:L:251:ILE:HB 2.45 0.40
1:1:259:ALA:HA 1:L:263:PHE:CD2 2.56 0.40
1:1:398:PRO:O 1:1:399:GLN:HG2 2.21 0.40
1:L:47:GLN:HB2 1:L:50: THR:CG2 2.51 0.40
1:A:183:GLY:HA3 1:L:161:ASN:ND2 2.33 0.40
1:A:35:PHE:HD2 1:A:35:PHE:H 1.69 0.40
1:A:644:GLN:HG2 1:L:646:ASN:HA 2.03 0.40
1:B:297:HIS:CG 1:B:298:1LE:H 2.38 0.40
1:B:363:TYR:CE1 1:B:372:TYR:HA 2.55 0.40
1:B:562:GLY:O 1:B:566:GLU:HG3 2.21 0.40
1:D:297:HIS:CG 1:D:298:ILE:N 2.90 0.40
1:D:35:PHE:HD2 1:D:35:PHE:H 1.68 0.40
1:D:323: THR:HG22 | 1:D:415:VAL:HG23 2.02 0.40
1:E:114:ALA:O 1:E:118:GLN:HB2 2.22 0.40
1:E:31:ASN:O 1:E:35:PHE:CD2 2.75 0.40
1:E:509:ASP:OD1 1:E:509:ASP:N 2.54 0.40
1:E:527:-MET:HA 1:E:530:GLN:CD 2.41 0.40
1:F:117:GLU:OE1 1:F:124:GLY:HA2 2.21 0.40
1:F:10:SER:O 1:F:14:ARG:HG2 2.21 0.40
1:E:353:PRO:HD3 1:F:374:LEU:O 2.20 0.40
1:F:411:ALA:HA 1:G:57.:PHE:HE1 1.86 0.40
1:G:105:ASN:O 1:G:109:ILE:HG12 2.20 0.40
1:G:276:VAL:HG11 1:G:297:HIS:O 2.21 0.40
1:G:581:VAL:HG22 | 1:H:567:MET:HB2 2.02 0.40
1:H:10:SER:O 1:H:14:ARG:HG2 2.21 0.40
1:H:573:ASN:HA 1:H:576:LEU:HD12 2.03 0.40
1:1:623:ALA:HA 1:1:626:GLN:CD 2.41 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:J:623:ALA:O 1:J:626:GLN:HB2 2.21 0.40
1:K:152:ALA:HA 1:K:155:HIS:HB2 2.04 0.40
1:K:411:ALA:O 1:K:415:VAL:HG22 2.21 0.40
1:L:117:GLU:OE1 1:L:124:GLY:HA2 2.22 0.40
1:A:116:ARG:NH2 1:L:306:GLU:HG3 2.36 0.40
1:L:609:VAL:O 1:L:612:GLN:HB2 2.20 0.40
1:A:398:PRO:CB 1:B:394:ASN:HB3 2.52 0.40
1:A:404:MET:HA 1:A:407:ALA:HB3 2.03 0.40
1:B:101:ASP:N 1:B:101:ASP:OD1 2.55 0.40
1:B:89:ASP:O 1:B:92:ASP:HB2 2.20 0.40
1:C:363: TYR:CE1 1:C:372: TYR:HA 2.56 0.40
1:D:133:GLU:O 1:D:137:PRO:HB3 2.21 0.40
1:D:15:PHE:HA 1:D:18:ASP:HB3 2.03 0.40
1:D:21:ALA:HB2 1:D:172:HIS:NE2 2.36 0.40
1:D:320:VAL:O 1:D:323: THR:OG1 2.19 0.40
1:E:83:LYS:HD2 1:E:515:GLU:HG3 2.03 0.40
1:G:562:GLY:O 1:G:566:GLU:HG3 2.21 0.40
1:H:176:ILE:HG21 1:H:201:PHE:CE2 2.56 0.40
1:1:64:VAL:HG22 1:1:119:ILE:HG21 2.04 0.40
1:L:278:LYS:HB3 1:1L:291:GLN:O 2.21 0.40
1:A:546:THR:OG1 1:A:547:PRO:HD3 2.20 0.40
1:B:151:SER:O 1:B:155:HIS:ND1 2.43 0.40
1:B:526:SER:O 1:B:530:GLN:N 2.52 0.40
1:C:137:PRO:HG3 1:C:141:ASN:OD1 2.21 0.40
1:D:400:ALA:O 1:D:404:MET:-HB2 2.22 0.40
1:F:609:VAL:O 1:F:612:GLN:HB2 2.22 0.40
1:F:657:MET:SD 1:G:655:ASN:ND2 2.94 0.40
1:G:374:LEU:HA 1:G:374:.LEU:HD13 1.97 0.40
1:G:65:ARG:O 1:G:69:SER:HB2 2.22 0.40
1:G:161:ASN:ND2 1:H:183:GLY:HA3 2.37 0.40
1:H:47:GLN:HB2 1:H:50: THR:HG21 2.03 0.40
1:1:398:PRO:O 1:1:399:GLN:HG2 2.21 0.40
1:1:623:ALA:O 1:1:626:GLN:HB2 2.22 0.40
1:J:573:ASN:HA 1:J:576:LEU:HD12 2.03 0.40
1:K:657:MET:SD 1:L:655:ASN:ND2 2.94 0.40
1:1:248:LYS:CG 1:L:511:ARG:HH21 2.35 0.40
1:1:448:VAL:HA 1:1:451:ASP:0OD2 2.21 0.40
1:A:527:MET:HA 1:A:530:GLN:CD 2.42 0.40
1:B:248:LYS:HE3 1:B:252:LYS:HB2 2.02 0.40
1:D:621:GLU:OE2 1:E:616:LEU:HB3 2.21 0.40
1:D:685:ALA:O 1:D:689:LEU:HG 2.21 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:F:42:ASP:HB3 1:F:44: TRP:HD1 1.87 0.40
1:G:297:HIS:CG 1:G:298:1LE:H 2.40 0.40
1:G:407:ALA:HA 1:G:410:SER:HB2 2.04 0.40
1:G:538:LEU:HB3 | 1:G:551:LEU:HD11 2.03 0.40
1:H:238:PRO:HB3 1:H:263:PHE:CE1 2.57 0.40
1:H:407:ALA:HA 1:H:410:SER:HB2 2.04 0.40
1:H:72: ARG:HH22 1:H:112:ASN:HA 1.85 0.40
1:H:78:VAL:HA 1:H:520:VAL:HA 2.04 0.40
1:K:236:GLN:OE1 1:K:265:LYS:HD3 2.22 0.40
1:K:441:ARG:O 1:K:444:LEU:HB3 2.22 0.40
1:K:663:SER:HA 1:K:666:ARG:HG2 2.04 0.40
1:K:87:ARG:HD3 1:K:89:ASP:HB2 2.02 0.40
1:L:626:GLN:O 1:L:630:LEU:HB2 2.21 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

of similar resolution.

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

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 669/725 (92%) 562 (84%) | 102 (15%) 5 (1%) 22 63
1 B 669/725 (92%) 561 (84%) | 103 (15%) 5 (1%) 22 63
1 C 669/725 (92%) 560 (84%) | 104 (16%) 5 (1%) 22 63
1 D 669/725 (92%) 561 (84%) | 103 (15%) 5 (1%) 22 63
1 E 669/725 (92%) 562 (84%) | 101 (15%) 6 (1%) 177 57
1 F 669/725 (92%) 561 (84%) | 103 (15%) 5 (1%) 22 63
1 G 669/725 (92%) 563 (84%) | 100 (15%) 6 (1%) 17, 57
1 H 669/725 (92%) 561 (84%) | 103 (15%) 5 (1%) 22 63
1 I 669/725 (92%) 560 (84%) | 105 (16%) 4 (1%) 25 66
1 J 669/725 (92%) 559 (84%) | 106 (16%) 4 (1%) 25 66

Continued on next page
$roe
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 K 669/725 (92%) 560 (84%) | 104 (16%) 5 (1%) 22 63
1 L 669/725 (92%) 562 (84%) | 101 (15%) 6 (1%) 177 57
All All 8028/8700 (92%) | 6732 (84%) | 1235 (15%) | 61 (1%) 19 60

All (61) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 58 ASP
1 B 58 ASP
1 C 58 ASP
1 D 58 ASP
1 E 58 ASP
1 F 58 ASP
1 G o8 ASP
1 H 58 ASP
1 I 58 ASP
1 J 58 ASP
1 K 58 ASP
1 L 58 ASP
1 A 587 PRO
1 C 587 PRO
1 D 587 PRO
1 H 587 PRO
1 I 587 PRO
1 B 587 PRO
1 E 587 PRO
1 F 587 PRO
1 G 587 PRO
1 J 587 PRO
1 K 587 PRO
1 L 587 PRO
1 A 203 ASN
1 B 203 ASN
1 C 203 ASN
1 D 203 ASN
1 E 31 ASN
1 E 203 ASN
1 F 203 ASN
1 G 120 GLU
1 G 203 ASN
1 H 203 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 I 203 ASN
1 J 203 ASN
1 K 31 ASN
1 K 203 ASN
1 L 31 ASN
1 L 203 ASN
1 A 76 ILE
1 B 76 ILE
1 C 76 ILE
1 D 76 ILE
1 E 76 ILE
1 F 76 ILE
1 G 76 ILE
1 H 76 ILE
1 I 76 ILE
1 J 76 ILE
1 K 76 ILE
1 L 76 ILE
1 B 653 ILE
1 C 653 ILE
1 E 653 ILE
1 F 653 ILE
1 H 653 ILE
1 L 653 ILE
1 A 653 ILE
1 D 653 ILE
1 G 653 ILE

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 572/630 (91%) 567 (99%) 5 (1%) 78
1 B 572/630 (91%) 566 (99%) 6 (1%) 76 186
1 C 572/630 (91%) 566 (99%) 6 (1%) 76 | | 86

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 D 572/630 (91%) | 568 (99%) | 4 (1%) 90|
1 E 572/630 (91%) | 565 (99%) | 7 (1%)
1 F 572/630 (91%) | 565 (99%) | 7 (1%)
1 G 572/630 (91%) | 566 (99%) | 6 (1%) 86|
1 H 572/630 (91%) | 568 (99%) | 4 (1%) 90|
1 I 572/630 (91%) | 567 (99%) | 5 (1%)
1 J 572/630 (91%) | 567 (99%) | 5 (1%)
1 K 572/630 (91%) | 566 (99%) | 6 (1%) 86|
1 L 572/630 (91%) | 567 (99%) | 5 (1%)
All | All | 6864/7560 (91%) | 6798 (99%) | 66 (1%) 86|
All (66) residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
1 A | 164 | LEU
1 A [ 277 | TYR
1 A [ 403 | TYR
1 A | 615 | LEU
1 A | 616 | LEU
1 B 142 | GLN
1 B 164 | LEU
1 B | 277 | TYR
1 B | 403 | TYR
1 B | 615 | LEU
1 B | 616 | LEU
1 C 142 | GLN
1 C 164 | LEU
1 C | 277 | TYR
1 C | 403 | TYR
1 C | 615 | LEU
1 C | 616 | LEU
1 D | 164 | LEU
1 D | 277 | TYR
1 D | 403 | TYR
1 D | 616 | LEU
1 E 142 | GLN
1 E 164 | LEU
1 E | 277 | TYR
1 E | 403 | TYR

Continued on next page...
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Mol | Chain | Res | Type
1 E 615 LEU
1 E 616 LEU
1 E 642 GLN
1 F 142 GLN
1 F 164 LEU
1 F 277 TYR
1 F 403 TYR
1 F 615 LEU
1 F 616 LEU
1 F 642 GLN
1 G 142 GLN
1 G 164 LEU
1 G 277 TYR
1 G 403 TYR
1 G 615 LEU
1 G 616 LEU
1 H 164 LEU
1 H 403 TYR
1 H 615 LEU
1 H 616 LEU
1 I 164 LEU
1 I 277 TYR
1 I 403 TYR
1 I 615 LEU
1 I 616 LEU
1 J 164 LEU
1 J 277 TYR
1 J 403 TYR
1 J 615 LEU
1 J 616 LEU
1 K 142 GLN
1 K 164 LEU
1 K 277 TYR
1 K 403 TYR
1 K 615 LEU
1 K 616 LEU
1 L 164 LEU
1 L 277 TYR
1 L 403 TYR
1 L 615 LEU
1 L 616 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (72) such
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sidechains are listed below:

Mol | Chain | Res | Type
1 A 142 GLN
1 A 161 ASN
1 A 439 ASN
1 A 550 GLN
1 A 597 GLN
1 B 142 GLN
1 B 161 ASN
1 B 439 ASN
1 B 450 GLN
1 B 090 GLN
1 B 097 GLN
1 C 142 GLN
1 C 161 ASN
1 C 439 ASN
1 C 450 GLN
1 C 550 GLN
1 C 597 GLN
1 C 643 ASN
1 D 142 GLN
1 D 161 ASN
1 D 439 ASN
1 D 450 GLN
1 D 590 GLN
1 D 097 GLN
1 D 643 ASN
1 E 161 ASN
1 E 439 ASN
1 E 550 GLN
1 E 597 GLN
1 F 142 GLN
1 F 161 ASN
1 F 439 ASN
1 F 550 GLN
1 F 597 GLN
1 G 142 GLN
1 G 161 ASN
1 G 337 ASN
1 G 439 ASN
1 G 550 GLN
1 G 597 GLN
1 H 142 GLN
1 H 161 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 H 439 ASN
1 H 450 GLN
1 H 550 GLN
1 H 597 GLN
1 I 142 GLN
1 I 161 ASN
1 I 450 GLN
1 I 550 GLN
1 I 597 GLN
1 I 643 ASN
1 I 696 GLN
1 J 142 GLN
1 J 161 ASN
1 J 439 ASN
1 J 450 GLN
1 J 550 GLN
1 J 597 GLN
1 J 643 ASN
1 K 142 GLN
1 K 161 ASN
1 K 337 ASN
1 K 439 ASN
1 K 450 GLN
1 K 550 GLN
1 K 597 GLN
1 L 142 GLN
1 L 161 ASN
1 L 450 GLN
1 L 550 GLN
1 L 597 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

#RSRZ>2

OWAB(A?)

Q<0.9

46, 96, 204, 282

31, 97, 169, 284

47, 81, 181, 288

51, 97, 160, 240

54, 100, 176, 292

73, 110, 184, 317

71, 117, 190, 362

77,127, 205, 345

90, 134, 222, 333

70, 139, 211, 312

65, 113, 182, 250

63, 106, 203, 303

Mol | Chain Analysed <RSRZ>
1 A 673/725 (92%) -0.71
1 B 673/725 (92%) -0.69
1 C 673/725 (92%) -0.70
1 D 673/725 (92%) -0.68
1 E 673/725 (92%) -0.68
1 F 673/725 (92%) -0.68
1 G 673/725 (92%) -0.62
1 H 673/725 (92%) -0.66
1 I 673/725 (92%) -0.64
1 J 673/725 (92%) -0.62
1 K 673/725 (92%) -0.67
1 L 673/725 (92%) -0.70

All All 8076/8700 (92%) -0.67

31, 112, 196, 362
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All (9) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 G 714 | ASN 4.0
1 G 715 | GLN 3.7
1 G 712 | ARG 2.7
1 J 50 | THR 2.5
1 H 715 | GLN 24
1 J 715 | GLN 24
1 A 386 | THR 2.2
1 J 713 | GLN 2.2
1 K 386 | THR 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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