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PDBID : 1SVT
Title : Crystal structure of GroEL14-GroES7-(ADP-AIFx)7
Authors : Chaudhry, C.; Horwich, A.L.; Brunger, A.T.; Adams, P.D.
Deposited on :  2004-03-29
Resolution : 2.81 A(reported)

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

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

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

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

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

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

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

The reported resolution of this entry is 2.81 A.

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

Metric Percentile Ranks Value
Rfree NN | M 0.263
Clashscore | I 17
Ramachandran outliers N 2.3%
Sidechain outliers N 14.0%
RSRZ outliers N 0 I 4.2%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R ree 130704 3140 (2.80-2.80)
Clashscore 141614 3569 (2.80-2.80)
Ramachandran outliers 138981 3498 (2.80-2.80)
Sidechain outliers 138945 3500 (2.80-2.80)
RSRZ outliers 127900 3078 (2.80-2.80)

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
7%
1 A 524 - 57% 35% % o
5%
1 B 524 62% 31% 6%
5%
[ |
1 C 524 59% 34% 6%
5%
[ |
1 D 524 60% 33% 6%
7%
1 E 524 64% 31% -
8%
1 F 524 65% 30% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
1 G 524 58% 35% 6%
1 H 524 60% 32% % o
1 | 524 53% 36% 8%
%
1 J 524 : 59% 32% 8% .
%
1 K 524 : 62% 30% % .
%
1 L 524 60% 32% 6% -
%
1 M 524 = 60% 30% 8% .
%
1 N 524 . 60% 30% % .
5%
2 O 97 57% 35% % .
1%
2 P 97 61% 30% 8% .
9%
2 Q 97 59% 32% 8% -
8%
2 R 97 — 59% 33% % .
9%
2 S 97 r— 57% 35% % .
9%
- n
2 T 97 57% 31% 11% -
9%
—————
2 U 97 55% 35% 10%

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

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
6 AF3 A 602 - - X -
6 AF3 D 602 - - X -
6 AF3 F 602 - - X -
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2  Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 59498 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 groEL protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 524 3855 2397 665 773 20 0 0 0

Total C N O S
1 B 524 3855 2397 665 773 20 0 0 0

Total C N O S
1 C 524 3855 2397 665 773 20 0 0 0

Total C N 0O S
1 b 524 3855 2397 665 773 20 0 0 0

Total C N O S
1 b 524 3855 2397 665 773 20 0 0 0

Total C N O S
1 K 524 3855 2397 665 773 20 0 0 0

Total C N @) S
1 G 524 3855 2397 665 773 20 0 0 0

Total C N O S
1 H 524 3856 2397 665 774 20 0 0 0

Total C N @) S
1 I 524 3856 2397 665 774 20 0 0 0

Total C N O S
1 J 024 3856 2397 665 774 20 0 0 0

Total C N 0O S
1 K 024 3856 2397 665 774 20 0 0 0

Total C N O S
1 L 024 3856 2397 665 774 20 0 0 0

Total C N O S
1 M 024 3856 2397 665 774 20 0 0 0

Total C N O S
1 N 024 3856 2397 665 774 20 0 0 0

e Molecule 2 is a protein called groES protein.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 0 o7 T702t§7L 1 4?4 1217 125 3 0 0 0
2 P 7 T702t§7L 1 4?4 1217 1(25 3 0 0 0
2 Q o7 T702t§ 1 4?4 1217 1(25 g 0 0 0
2 R 7 T702t§ 1 4?4 1217 1(25 2 0 0 0
2 3 o7 T702t8a 1 4?4 1217 1(25 2 0 0 0
2 1 7 T702t8a l 4?4 1217 125 2 0 0 0
2 v 7 T702t8a l 4?4 1217 1(25 2 0 0 0

e Molecule 3 is MAGNESIUM ION (three-letter code:

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 G 1 Total Mg 0 0
1 1

3 D 1 Total Mg 0 0
1 1

3 B 1 Total Mg 0 0
1 1

3 B 1 Total Mg 0 0
1 1

3 . 1 Total Mg 0 0
1 1

3 A 1 Total Mg 0 0
1 1

3 F 1 Toltal l\fg 0 0

MG) (formula: Mg).

e Molecule 4 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | G | foral K 0
4| D | Toltal b 0
1| E | Toltal b 0
1| B | Toltal b 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
1 C 1 Tofal 11< 0 0
4| A 1 Foral b 0 0
4 | F 1 Foral b 0 0

e Molecule 5 is ADENOSINE-5-DIPHOSPHATE (three-letter code: ADP) (formula:

Ci1oH15N5010P2).
ADP
N H.
B
'-[-\I ..'.(i“-“s[\] )
wa 'T-]‘.i"".’:- OH
Hi P,‘T:J'I::I
OEBH.::, PBP N |
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total € N O P
5 A 1 27 10 5 10 2 0 0
Total ¢ N O P
5 B 1 27 10 5 10 2 0 0
Total ¢ N O P
5 C 1 27 10 5 10 2 0 ;
Total € N O P
5 D 1 27 10 5 10 2 0 0
Total € N O P
5 E 1 27 10 5 10 2 0 0
Total € N O P
5 F 1 27 10 5 10 2 0 0
Total € N O P
5 G 1 27 10 5 10 2 0 ;

e Molecule 6 is ALUMINUM FLUORIDE (three-letter code: AF3) (formula: AlFsj).

WO RLDWIDE
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AF3
F2
FLF o AlA
F3
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total Al F

6 A 1 4 1 3 0 0
Total Al F

6 B 1 4 1 3 0 0
Total Al F

6 C 1 4 1 3 0 0
Total Al F

6 D 1 4 1 3 0 0
Total Al F

6 E 1 4 1 3 0 0
Total Al F

6 F 1 4 1 3 0 0
Total Al F

6 G 1 A 1 3 0 0

e Molecule 7 is water.

Mol | Chain | Residues Atoms ZeroQOcc | AltConf

Total O

7 A 19 19 19 0 0
Total O

7 B 10 10 10 0 0
Total O

7 C 21 91 91 0 0
Total O

7 D 14 14 14 0 0
Total O

7 E 12 19 19 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 F 11 T(l)tlal ﬁ 0 0
7 G 20 ngal So 0 0
7 H 11 T(l)tlal ﬁ 0 0
7 I 17 T(l’gal ?7 0 0
7 J 12 T(l’;al ?2 0 0
7 K 14 T({Zal 81 0 0
7 L 13 T(l)gal 1% 0 0
7 M 10 T(l’gal 1% 0 0
7 N 10 T(l’gal 1(()) 0 0
$PrDE
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S6€H

4478

4%

Chain A: -

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

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

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

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

3 Residue-property plots (i)
e Molecule 1: groEL protein

Page 9

|
agD
| Ted ° |owed
181 ° 1 X ged +
— . i :
° 88%l =
90TV e 6023 182Y 185N ‘T | | I
aza | gomM | | 98%9 = 1210
I %071 902N | Gghk o ]
) oI 98€d 8% m. 817
zTh zotd ° 11T | | £8v LTy °
| oTen | | £0TA 01 £LEY z8¥vl — 0z 9111 °
0zA 160 z0zd 2LeT [ | €2 S11a
| | 1028 o 1lzA | | 6L%N o
B6A 0021 0L21 69EA | 8lvh W..o oI
€61 I 8984 L1159
mE mmu L92H 99eb — %- k POTT 021
©
€74 06L | 99zL 99€1 < €079 | wogd
434 68L a9zN %983 = .. 201E €02
1 889 $9ZA £9gd o m |10l zoed
180 €92 I 2 o 007T 102S
A | | 2921 ° =) = 9 | | , ® 0021
91 £80 1921 ® 098k sa L6 o
z8N 09z¥ 69€a M = — ]
r .18y 6521 84€S ) (@) B6A $61h


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

ISVT

Full wwPDB X-ray Structure Validation Report

t

Page 10

Tsed
15ed

6VEI
8vEh

Sved

0gEL
62EL

oTEN
Gzel

TTed

® L1E1

01€d

1

Ll

@® SO0€I

€04

® §6T1

1414

06zb

L8ty

+

LLTY

TLTA
021

L9TH

1972
09%3

€590

1891

LYTH

el
91

1542

SE¥a

62%1

aTHAI

ZTHA

9T%H
STHD
iA54)

(4578

s6eYd

Ll
L

98€d

v.LED
ELEV

69€A
89€Y

99eb
S9€T
vogx
£9gd
[453s

09€X
69ed
8GES

§gTad
¥Ta1
€28a
TTSL

0ZSH

8194

219D
TSV
0TSA

Ll

m

6671

Y671

groEL prote

T6%D
T67H

88%IH

98%H

78%d

e Molecule 1

8%L

LOPN
99%Y

6%
(]

34%

59%

5%

Chain C:

£80

0831

8LY
LLA

1,93

So%
¥oa
£938

1

694

1

s

691
8L

I

€%S

- o
& &
ax

o [
™
al

1€1

I

LTA

iz41

CTA

0ZA

9T

€74

8L1d
LLTA

cL1E

1911

LSTL

0STI

LYTA
9%Th

15444

8€TD

9ETA

PETT
EETV
CETH
T€TT

STTL
iZ47%

1210

LTTH

YT

Ll

90TV

%011

{40 %5

£6.L

06.L

88D
180

S8y

1921

0%TA

8ecH

9ETA
S€Td
YETT

T€TH

82Ts

i

¥cea
egey

0zzI
61Cd
81cd
L1Ts

vicH
E€1TA

L

@ 60cH

90z
S0TI

cocd

0021

610
E6TW

S8Td
810
€811

[4:i]
15€l
0sed
67€I
g

SHed

33
3

0EEL
6ZEL

ozen
gcer
44

{448

L1€1

+

01€d
o

LOEW

S0€I

g€0ed

S62T

T6TI
162d

€9CA

8¥vH
LYYH

Shve
iaad
EVPY

15420

LEYN

[ 45570}

STvA

(4478
144

3

9T¥d
STHD
450

v0%Y

i

L6€3

G6eY

98€H
G8EL

bLeD
eLey
TLET

69€A

99eh
G99€1
voex
£9€3
[4elx s

e Molecule 1

09€x
65ed

0TS
6190
81494

9181
STSI

0TSA

€08V

T0SY

L6TL

Y671

267D

06%a

88T

m

98%DH

AsiAS
£8%d
T8YL

LO%N
99%V

3

19%3
09%3

89%D

SGPA

1991

groEL protei

6%

33%

T

60%

I
Ll

5%

Chain D

t
L

8LV
LLA

TLY

89N
1,93

v9a

291

18

Tsa

3

8%l

I

£€%S
(424

6EA
8EA
LEN
oot

€ed

TET

LTA

Sca

=
I
=

OTH

€14

810

8L13
LLTA
9LTL

® 2.LiE

1

L91a

Ll

0GTI
8¥%1D
LYTA
9% Th
EVIV

o¥v1a

8ETD

3

YETT

CTETA

0€Td

L

210

9111
ST1a
A0

SO
Y011
€07H

TOTL
00TI

160

v6A
€61

T6L

092V
69C1

L9Ta
982H

1514 4
8%

YA/
9ved

0%TA

8€Td

9ETA

YETT

T€TH

8TTs

ecey

61Cd

L1128

jarac
@ €EITA

L

@ 60TE

06TA

8810a

g81a

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1ISVT

Page 11

Tsed

8vEb

Sved

0E€EL
6CEL

9ZEN
SCel

[44%S

L1€7T
91€d

or1ed

LOEW

SO0EI

£0€3

® S6T1

(4148
T62a

S9TN

2921
T9CL

°9%d
1972
09%3

£9%0
TShY
1891
8va
LYYH
i

1542

SEVa
vevE

3

62%1

STYA

ST%D
iA54)

60%3

i

L6€d

Ll

L8EA
98€d

eLEV
2LET

69€A
89€Y

99eb
@ 99¢1
v9ex
£9€3
[413s

09€X
@ 6Sea
8GES

aged
291

TTSL

8153

$WO__OHNMmE
o oOolla o = i =
0 o W 0 D W0 W W
HAo> B<dod=E

T0SY

L6¥L

Y6%1

26%D
T67H

88%NH
L8YN
98%D

groEL prote

v8%a

e Molecule 1

28%L

6.L%N

SLYN

S9%A

£€9%S

m

31%

64%

7%

Chain E

3

00TI

o < I~ B
> O @
B> o

161

=
[
3]

88D

0831

8.LY
LLA
9.8

¥9a

291

6593
8G9y

9N

6%1
8L

I

£%S

va

£ed

8T

STa

o
I
=

9T

€14

L

Ll
1
T

9A

S0TL
o ozd |
€0Ck
cocd
1028
0021

96T1d

7610
€6TH

06TA

88Td
S81d
810
€871
8.LTd
LLTA
OLTL
@ <T.LiH
1971
LSTL

¥318

1

0STI

9Tl

EVTIV

ovTa
6ETS

L
b

SETS

3

EETV
CETH

121a

STTa
PITH

7011
€0TD

01
LLTY

@ €.TA

TLTA
® 0.2I

L9TH
9921

2148
£92A

T92L
092y
6921

pAct4cs
982D

TSev

8%
L%2T1

0%TA

8€cH

[ ]
9ETA

® %ETT
(]

TeTH

8¢cs

® ¥eea
geey
(44488

61cd
81ed
L1TS

jA%4cS
€1CA

902N

® 09€k
65ed
8G€S

beea

3

0EEL
6CEL

9CZEN
e{4°3
449
cced

@ Ligl

01€d

LOEN

S0€I

€0€ed

t

@® S6TT

262I

LIPN
99%V
S97A

SS7A

f4si
TSP1

8vva
LYPH

el

PPN

SERA

EEPN

621
8T%a

STHA

TTHA

ST¥D
2574

0%y

00%1

S6€Y

T6€d

98€d

E€LEY

69€A
@ 89gY

99€b
S9€1
voey
£9€4

gcad
j44°h)
€esa
TTSL

PISH
€191
218D
TIGY
0T1GA

%091

LBYL

96%a

267D
T67H

88%H
LB8YN
98%D

v8vH

1m

: groEL protei

e Molecule 1

8%

30%

65%

3

Chain F

3

L60

I

£%S

L

g€ed

LTA

re}
N
a

i£41

TN
0ZA

IV
T1a

PAS
9A

a81a
810
€871
8L1d
LLTA
9LTL

@ <T.LiH

1971

0STI

LYTA
9%Th

EYTV

0%1d

8€TD

SETS

CTETH

0€Td

+

STTL

%011
€0TD

00TI

[ ]
LLTH

*

@ €E.LTh

TLZA
0.2I

L9TH
99¢L
efelall
¥92A
£9CTA

1921
09ev
6GCT

PAtACS
982H

® TeTy
8%
LT
9ved

0%TA

8€cd

9ETA
S€Td
YETT

T€TH

8¢Ts

i

¥cea
egey

@ 61cd
81cd
L12S

vicH
@ €iTA

6023

O

R LDWIDE
PROTEIN DATA BANK

W



ISVT

Full wwPDB X-ray Structure Validation Report

t
=

Page 12

S9€1
vogy
£9€4
29gd

® 09ek
69ed
8GES

caed

6vE1
8%ed

Sved

"

veea

"
Ll

0E€EL
6CEL

9ZEN
SCel
® ©TeEA

@ Tted

® Ligl

01€d

LOEW

Ll

S0€I

® 96T1

@® T6CI
T62a

%091
€08V
T0ss

7691

26%D
1671

88%NH
L8%N
98%H

¥8va

28%L

6.L%N

Ll

SGPA

[4i
1891

8vva
LYPH

[451}

STvAd
TTHA

j144
021

ST%D
i34

16€3

98€d

ELEV
TLET

69€A
89€YH

® 99gb

fetdefs
74
€c8a
[44=hA

STSI
PISH
€191
T18D
TISY
0TSA

6%

35%

1

mn
58%

groEL prote

e Molecule 1
6%
Chain G:

081

8LV
LLA

691

3

™
©
(5]

S

2sa

6%I
8L

I

€%S

17a

9y

£€d

1€1

8T
LTA

Ll

et

<aa

Ca

8L1d
LLTA

cL1E

L91d

SOTV

[4°19)
1911

98T1d

LYTA
9710

EVIV

0%1a

£CTV

1c1a

STTa
PTIH

SO
%011

{40 %5

00TI

86V
L6b
96V

v6A
£6.L

06.L

88D
180

98eH

18Ty

8%
L%21

0vTA

8€cd

9€TA
ge€ed

T€TY

i

¥cea
egey

6124
81cd

@ €iTh

S0TI

€0CTk
cocd
1028
0021

761Th

E6TW

06TA

g81a
810

+

e ¥eed

3

0geL

STeI

L1€7

=

ored

LOEW

® G0€I

€0€d

§S621

[4143

LleH

TLTA

® L9TH

efela\l
79TA
£9CTA

i

2SS

+

STHI

£THY

TTHe
(4728

8THY

S1Hd

?I¥d

6072

A0S
£0%L

0091

L6€d

S6eY

983

oseyd
6%€I
8%Eh

ahed

TTSL

0TS

T6YH
06%a

88%IW
L8%N
98%9H

£8%d
8L

6.L7%N

SLYN

£9%S

19%3

98%1
SGTA

[eeidi]

7%

32%

~ =)
© ©
(5] =

60%

13

m

groBEL protei

e Molecule 1
Chain H

E

w8V
€80
28N

LLA

™
©
(5]

-
©
(5]

694

4GS

194

(472}
%a
0%'1

8EA

SE€D

9Ty
Sca

S
o
<

814
LT

L

€14

1911

631D

99T
9910

€9TN
413
1818
0STI
6%TL

LYTA

SYIV

918

8€TD

6213

9TTV

£TTV

121a

611D
8TTYH

9111

TTTH

*

60TV

90TV

€0T1H

T0TL
00TI

86Y
L60
96V
£€6.L

68.L

TLTH
TLTA
0TI

99CL
992N

2921
T92L

PAtACS
96zH

j3:t4 4
0gzI
6921
ovcd

S€Td

8TTs

qzeH
¥cea
£cey
[4aa
1221

81cd

L

€1CA

S0TI

€0Ck
20cd

861D

L6TYH

68TA
8810

081D
6.1Q

BLIA
E€LTD

TLIN

L91a
99TH

€91V

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1ISVT

Page 13

88€H

£8eY

T8EA

8LEA

9LEA

894

£9€3

T9€d

65ed

Gsged
bged

ol

6€€d

TEEL
0EEL

8ced

9TeEN
GTEL

2ced

91ed

ored

LOEN

T0es

T62a

6821

8ty
£8ca

LLTY
9.LTA

LLYD

PL¥D

6971
89%L

+

45728

09%3

GGYA

TS91
08%d
677V

LYYH

SHve
91

TP
0%¥I

9E%h
SEVQ

£ETN
(454

8T¥a

(447

LIYA

STHD

ETPY

T

TO¥H

06€Y

TI8Y
0TSA
60GS

905X

00GL

groEL prote

8674

S6%a
w691
£6%1

T6VH

88N
L8N

ASES

m

e Molecule 1

8%

36%

53%

Chain I:

i

1,93

291
193

693

GSs

Sy
e}
=

2sa
TS%

6%1
8YL

(424

0%1

8EA

SED
veR

T€T

LTA

TN

8TYH

0
"II"ﬂ
gI

~
£

6711

LYTA

SYIV

9IS

8ETD

3

0€Td
6213

9TV

YCIA
E€TTV

Tcia
0TI

8TTH
LTTY
9111
ST1a

L
1

TR

60TV

LOTA
90TV
SOTH

€07D

TOTL
0071

86V

96V
S61

€6L

T6L
06L
68L

€80
Z8N

6.5

9¥%td

S€Td
veT

8TTs

etd44)
vcea
44
ccTT1
12T
0zel
61cd
81cd

+

€1CA

6022

G021

€0Tk
c0cd

861D

L67YH

68TA
8810

081D
6.1a

vLIA
€L1D

TLIN

69TA

L91a
99TH

641D
8GTA
LSTL
9913
S91a

€9TN
[4ha )
TS1S
0STI

6€€d

TEEL
0EEL

9TEN

1

TTeY

L1ET

g1€d

01ed

LOEW

T0ES

00€A

621

v8cH
€8ca

6Ltd
8.LTy
LLTY
9LTA

ELTA

TLTA

99¢TL
S9¢TN

T9CL

LGga
96eH

€920

Tsey
0821
6921
8%2'1

TEYD

8T%a

STHA

9THD
S1%D

60%2

SO%Y

*

T8EA

8LEA

9LEA

89

£9€d

T9EQ

6GEQ

67€I

oveA

G781
PISH
€191

TI6Y

608SS

1

08%Y

254
€L%a

89%L

L

25578

!

(47478
1542
0P%I

8EVA
LEPN
9e%h
SEYA

EEPN

e Molecule 1

€zea

1m

groEL protei

%

8%

32%

by
©
a

59%

Chain J

H .
o~
< K

o
b
=}

o o — Wl
~E&©o ©
nx = o=

©
~
]

™
~
=

o
~
©

691

29T
193

Ll

6393

§4s

28a

wa
07T

veER

LTA

S2a
iZ41

CTA

bt
1

0ZA

© o
- -
" o

0
-
X

PLTA
ELTD

TLTY

99T

1971

631D

LSTL
94T1d
S4T1d

1818

67TL

SYIV

1545

8ETD

oTTV

€TV

121a
0ZTI
611D
81714

9111
STTa

1

TTTH
0TTd
60TV

LOTA
90TV

cotTd

00TI

96V

€6L
(434

88CH

8Ty
£8ca

LLTY
9.LTA

G9gN

T92L

PAct4cs
982D

€920

R LDWIDE

TSey
0821
6%CI

Geed
YETT

8¢cs
j444
(4448
T2TT

81¢d

+

€1CA

0121

S0CI

€0TA
c0cd

861D

L1674

7610

68TA
8810a

081D
6.1a

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1ISVT

Page 14

08€Y

8LEA

9LEA

89¢€Y

voey
£9€3

T9Ea
09€X

b

@ 9¢ed
vaed

astl]

6EI

obeA

Ll

9EEN

3

0€EL

LTEN
9TEN

1

2Ted

91€d

0ot1ed

S0€I

2OES

00€A

9621

T62a

LSPN

SGTA

1991
0S%d
677V

PA7420)

a4

157728
0%¥PI

SEVA
veYa

STHA

154

H-

88€d

£8eY

T8EA

$Ta1
€e8a
2esel
TTGA

619D

L
)
@)
=
o
—
0
Qo
=
[10]

e

08%Y

bL¥D

89%L

m

e Molecule 1

%

7%

30%

62%

Ll

Chain K

3

06L
68L
88D

w8V
£80

3

9.3

Ll

691

1,93

d‘
©
a

291

694

GGSs

— o
10 10
X a

(42}

SE€D

LTA

Ll

et

0ZA

STH
¥IA
€TY

L3

ELTD

TLTY

69TA

99T

1971

631D
8GTA

felegacy
S4T1d

1818
0GTI
67TL

LYTA

SYTV
YPII

1544

8ETD

L]

9TTV

E€TTV

3

611D

60TV

LOTA
90TV

T0TL
00TI

86V

6821

8ty

LLTY
9.TA

3

TLCA
0LgI

9921
99eN

29z
T92L

LScd
982D

TSev
0821
6%CI

Geed
YETT

8¢cs

j44)
(44488
T2TT

61¢4

€0CA

c0cd

1

861D
1674
961d

Ll

e Molecule 1

7610

68TA

081D
6.1a

ZA7

6€€d

veEa

0EEL

8zed
Lzen
ozeNn
geer
cTed

L1€1
91€d

ored

LOEW

S0€I

Toges

S6T1T

162d

7LD

89%L

1

09%a

1891

oOvvY
Svy
a4

134728
[0)472

LEWN

YeEYVH

[4:574]

0E£%Y

96€A

06€X

88€d

1

groEL prote

S16I

01GA
60GS

90SX

%091

00SL

m

2%

8LV

6%
@
©
=

€94
291
193

683

32%

EEN]

Tsa

671

[
o ~
s Sl
X o

<+
™
B3

*

LTA

60%

<sTa
441

TN

814

Q1A

]

LA

Chain L

7911

651D
8GTA

9914

TSTS

6711

b

LYTA

SPIV

18

8ETD

6212
8TTA

9TTV

€TTV

L
L

LTTH
9111

A0

TIIH

60TV

LOTA
90TV

ToCL

LSTa
9G6TH

TSV

6921

9%ed

g€ed
® ©ETl

8TTs

etdas
veea
£TTY

® 12Tl

81¢d

€1TA
01Tl
0Tk

20td

861D
L6TH
961a

610

68TA

081D
6.1Q

YLIA
€L1D

TLIN

L91a
99TH

€91V
®

89¢gY

£9¢€4

aged
vaed

T9€b

6Y€1

9YEA

+

6e€d

3

0E€EL

R LDWIDE

PROTEIN DATA BANK

LTEN
9TEN

1
.

CTed

91€d
S1€d

01€d

LOEW

S0€I

20gSs

9621

1620

6821

v8cH
€8ca

Llgy
TLTY
TLTA
0TI

99CL
992N

2921



Full wwPDB X-ray Structure Validation Report 1ISVT

Page 15

89%D

SS7A

08%d
6%HY

LYPH

4!

TP
0%¥I

LEPN
9E¥D
Seva
ANES

TEVD

8THa

(44778

(4729

LIYA

STHD

ETPY

A4S

TO%H

96€EA

06€X

88€d

£8EY

T8EA

8LEA

9LEA

T6%W

88YNH
L8YN

£8%3

250

89%L
L9PN

i2%78
£9%S

e Molecule 1

T9%3

m

groEL protei

2%

©
-
~

.

L

8%

30%

N~ ®© O -
10 0 10 ©
II-‘ = IIEI.IIIIIII

60%

Chain M

i

8LY

04D
691

1,93

SSS

csa
TSy

691
8YL
L¥d

[
[}
&
B3

01
6EA

veR

T€T

LTA

Sca

<
ISl
<

=
o
=

0
-
£

Ll

PAS

€91V

T9TT

6ST1D

9913
991a

1§18
0STI
6%TL

LYTA

SYIV

9IS

8ETD

5

0€TH

8TTA

9TTY

YTIA
€CTV

0211

9111
ST11a

1

60TV

LOTA
90TV

00TI

96V

£6L

06.L

180

0
@
<

€80

99CL
992N

T92L

A4S
98eH

1314

6921

ge€ed

8TTs

qgeTH
¥eea
1344
11448

81cd

L

€1CA

0TCL

€0Ck
c0ocd

*

861D
L6TH

68TA
8810

081D
6.10

BLIA
€L1D

TLIN

69TA

L91a
99T

E8EV

839%D

18€A

8LEA

9LEA

89€Y

€£9€d

63€d

67€I

9veEN

T

6€€d

TEEL
0E€EL

Lzen
9ZEN

L

ceed

91€d

0T€d

LOEW

S0€I

TOES

§S621

162d

6821

® %8cy

LLTH

€.L2TA

44

15472

i
L

[4574]

L

STHA

TTHA

8THY
LTHA

STHD

1544

TOVH

86€d

06€%

88€d

TTSA

S16I
YIS

118V
0TSGA

%081
€08V
T0SS

1m

00SL

S6%a

€671

88%NW

¥8va

1

LL%D

¥LvD

69%A
89%L

L

e Molecule 1

v

groEL protei

%

9%

30%

60%

o
%)
B

Chain N

r

193

633

9GA
968

csa
T84

671
8L

(4728
7a

©
™
=

98y
€D

£ed

STa

-~ <
o 5|
= <

8T

LY

E9TV

1971

6STD

9613
96Ta

€9TN
42334

6%TL

SYTV

1548

8ETD

3

8TTA

9TTV

447
€TTV

9111

TTTH

€0TH

T0TL
00TI

160
96Y

w8V
£80

0.LTI

99¢L
S92N

29e1
1921

LSca
94eH

182V

621

ovcd

S€Td
€T

44y

344

1221

i
L

81cd

+

g€1CA

€0k
cocd

*

861D
L6TH

7610

68TA
88Td

0819
6.1a

7LTA
ELTD

TLTY

L91a
99T

8LEA

9LEN

89

£9¢ed

65G€Q

feiefoks
jastoxs

T8ed
0gey
6%€l

T

6€€d

beea

0EEL

LgeN

9CTEN

[44°s

91€d

o1ed

LOEW

G0EL

20€s

9621

T62d

+

6821
88T

8cH
£8ca

LLTY
9.LTA

TLTH
TLTA

%7
£9%S
°9%d

SG%A

1891
08%d
677V

LYTW

SvY
b

13472
[0)74729

i

SEVa

8T¥%a

{44728

0Z%I

LT%A

ST%D

1357

06€X

88€d

E8EV

T8€A

R LDWIDE

O

PROTEIN DATA BANK

W



ISVT

Full wwPDB X-ray Structure Validation Report

Page 16

i44°H)
€28a
{441

L18L

Q18I

TISY

3

7%
7%

*

8%
8%

33%

30%
32%

35%

o
re}
[

57%
61%
59%
59%

15%
18%

11%
9%

e Molecule 2: groES protein
e Molecule 2: groES protein
e Molecule 2: groES protein
e Molecule 2: groES protein

Chain R:

Chain O:

£8A

6.0

250

89N

[4:0]

093

849a

S9Y

e a3
e 2%

08d

[ ] 8¥I

0%A

8TL

[ X X )
-
o
2

9Td

111

i
[ ] €I

963

06a
685

98I

7%

35%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

57%

9%

e Molecule 2: groES protein

Chain S:



ISVT

Full wwPDB X-ray Structure Validation Report

Page 17

-
§
e

o
~
=

.l

299
s
B L e 690 =) 093
| b | oesa
690 8ga
89N | |
agy
° T
eq@
299 [4:5)
TS | oTen
093 o0ga
| oesa S |owsa B | o6w1
85a b=d €98 9 81
[ | [4F) o b
[eLeb . TeN 97D
| pen 09 1
€98 o 6V
(45} 8%1 THY
=T 194 191
093 9%9 0%A
|oev1 1 |
8v1 L84
194 (4414
999 o
avN °
|
Thy e 08S
191 | |
oA o Lzl
| o
0gs °
|
e .21 N < °
° = 5 =] i) °
° = B 0 ® 1ZS
= Ihe | ooen
o m m 6TL
12S . gra
o = N L3
6TL [p) dp) ot@
10 S m aTy
e LA o ¥ o X 1Y
918 &% 9 B 3 |
| 01 111
111 s o
i & a -
2 mm Lot ;
= .. = ..
. T8 g m: - B
o
06a ° R €81 2 R 7y
€1 68S M < * M < €1
e | = = e
o 98H ° (@] 6.a ° @) e W

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



Page 18 Full wwPDB X-ray Structure Validation Report 1ISVT
4 Data and refinement statistics (i)
Property Value Source
Space group P 21212 Depositor
Cell constants 255.55A  266.86A 187.05A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 49.39 - 2.81 Depositor
Resolution (4) 49.44 — 231 EDS
% Data completeness (Not available) (49.39-2.81) Depositor
(in resolution range) 60.7 (49.44-2.31) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.03 (at 2.324) Xtriage
Refinement program REFMAC refmac_5.1.19 Depositor
R R 0.247 , 0.274 Depositor
» Hhfree 0.244 , 0.263 DCC
Rfree test set 6710 reflections (1.94%) wwPDB-VP
Wilson B-factor (A?) 43.9 Xtriage
Anisotropy 0.958 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.28 , 47.0 EDS
L-test for twinning” <|L] > =046, < L* > = 0.29 Xtriage
Estimated twinning fraction 0.012 for k,h,-1 Xtriage
F,.F. correlation 0.93 EDS
Total number of atoms 59498 wwPDB-VP
Average B, all atoms (A?) 2.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.16% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

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

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

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: K,
MG, ADP, AF3

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
RMSZ #|Z| >5 RMSZ #|Z| >5
A 1.36 34/3883 (0.9% 1.20 32/5243 (0.6%
1.23 24/3883 (0.6% 1.13 25/5243 (0.5%
1.39 43/3883 (1.1% 1.21 27/5243 (0.5%
1.33 32/3883 (0.8% 1.17 25/5243 (0.5%
1.07 8/3883 (0.2%) 1.08 22/5243 (0.4%
1.07 12/3883 (0.3% 1.06 16/5243 (0.3%
1.27 26,3883 (0.7% 1.18 37/5243 (0.7%
1.24 30/3884 (0.8% 1.12 23/5243 (0.4%

(
(
(
(
(
(

<
=)

Chain

e [ | | —

)

o0
141 | 35/3884 (0.9%) | 1.24 | 31/5243 (0.6%
123 | 17/3884 (0.4%) | 1.13 | 24/5243 (0.5%

(0.3%)

(0.3%)

(0.7%)

)

1.08 | 13/3884 (0.3% 1.06 | 15/5243 (0.3%
1.00 | 10/3884 (0.3% 1.03 | 16/5243 (0.3%
1.26 | 26/3884 (0.7% 1.16 | 27/5243 (0.5%
1.22 | 24/3884 (0.6% 1.14 | 26/5243 (0.5%

e [ | e | o [ | [ o | S  — | — [ —

NN NN N == === == = ==

0.60 0/732 0.81 1/983 (0.4%)
0.59 0/732 0.83 6,983 (0.6%)
0.57 0/732 0.83 47983 (0.4%)
0.58 0,732 0.82 47983 (0.4%)
0.55 0,732 0.82 47983 (0.4%)
0.54 0/732 0.82 5/983 (0.5%)
0.58 0/732 0.82 17983 (0.4%)

=l = 8l v m|lo| ol oz 2| | |« ~| x| Q| = = ol A o

—
—_
—_

1.19 | 334/59493 (0.6%) | L.11 | 377/80283 (0.5%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
1 H 0 1
Continued on next page...
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Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
1 I 0 1
1 J 0 1
1 K 0 1
1 L 0 1
1 M 0 1
1 N 0 1

All All 0 8

All (334) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 I 461 | GLU | CD-OE2 | 12.41 1.39 1.25
1 C 76 | GLU | CD-OEl | 11.87 1.38 1.25
1 I 483 | GLU | CD-OE2 | 11.28 1.38 1.25
1 M 461 | GLU | CD-OE2 | 11.22 1.38 1.25
1 G 76 | GLU | CD-OE2 | 10.55 1.37 1.25
1 A 76 | GLU | CD-OE1 | 10.40 1.37 1.25
1 N 483 | GLU | CD-OE2 | 10.36 1.37 1.25
1 D 130 | GLU | CD-OE1 | 10.35 1.37 1.25
1 A 76 | GLU | CD-OE2 | 10.34 1.37 1.25
1 C 73 | MET | SD-CE 9.78 2.32 1.77
1 I 434 | GLU | CD-OE1 | 9.72 1.36 1.25
1 C 102 | GLU | CG-CD | 9.66 1.66 1.51
1 H 7% | GLU | CD-OE1 | 9.63 1.36 1.25
1 M 461 | GLU | CD-OE1 | 9.50 1.36 1.25
1 I 461 | GLU | CD-OE1 | 9.47 1.36 1.25
1 N 76 | GLU | CD-OEl | 9.13 1.35 1.25
1 B 483 | GLU | CD-OE1 | 8.92 1.35 1.25
1 M 483 | GLU | CD-OE2 | 8.91 1.35 1.25
1 J 461 | GLU | CD-OE2 | 8.87 1.35 1.25
1 H 434 | GLU | CD-OE1 | 8.87 1.35 1.25
1 I 102 | GLU | CG-CD 8.84 1.65 1.51
1 A 73 | MET | SD-CE 8.81 2.27 1.77
1 F 73 | MET | SD-CE 8.80 2.27 1.77
1 I 8 | ALA | CA-CB 8.80 1.71 1.52
1 G 76 | GLU | CD-OE1 | 8.59 1.35 1.25
1 C 94 | VAL C-0O 8.57 1.39 1.23
1 A 129 | GLU | CD-OE2 | 8.41 1.34 1.25
1 B 484 | GLU | CD-OE2 | 8.38 1.34 1.25
1 N 514 | MET | SD-CE 8.36 2.24 1.77
1 I 422 | VAL | CB-CG2 | -8.31 1.35 1.52
1 J 483 | GLU | CD-OE2 | 8.27 1.34 1.25
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 I 102 | GLU C-O 8.26 1.39 1.23
1 F 76 | GLU | CD-OE1 | 8.24 1.34 1.25
1 C 398 | ASP CB-CG 8.20 1.69 1.51
1 C 83 ASP C-O0 8.20 1.39 1.23
1 D 76 | GLU | CD-OEl | 8.15 1.34 1.25
1 B 76 | GLU | CD-OE1 | 8.11 1.34 1.25
1 A 129 | GLU | CD-OE1 | 8.11 1.34 1.25
1 H 114 | MET SD-CE 8.08 2.23 1.77
1 J 7% | GLU | CD-OE1 | 8.04 1.34 1.25
1 G 102 | GLU | CD-OE1 | 8.03 1.34 1.25
1 H 61 GLU | CD-OE2 | 7.84 1.34 1.25
1 G 73 | MET SD-CE 7.80 2.21 1.77
1 A 484 | GLU | CD-OE2 | 7.80 1.34 1.25
1 M 102 | GLU | CD-OE2 | 7.73 1.34 1.25
1 B 514 | MET SD-CE 7.73 2.21 1.77
1 A 130 | GLU | CD-OE1 | 7.67 1.34 1.25
1 N 16 | MET SD-CE 7.65 2.20 1.77
1 N 7% | GLU | CD-OE2 | 7.63 1.34 1.25
1 M 434 | GLU | CD-OE1 | 7.62 1.34 1.25
1 A 129 | GLU CG-CD 7.61 1.63 1.51
1 C 117 | LYS CB-CG | -7.53 1.32 1.52
1 F 7% | GLU | CD-OE2 | 7.52 1.33 1.25
1 J 114 | MET SD-CE 7.50 2.19 1.77
1 I 61 GLU | CD-OE2 | 7.49 1.33 1.25
1 C 102 | GLU | CD-OE1 | 747 1.33 1.25
1 F 67 | GLU | CD-OEl | 7.45 1.33 1.25
1 E 73 | MET SD-CE 7.43 2.19 1.77
1 D 391 | GLU | CD-OE1 | 7.40 1.33 1.25
1 C 129 | GLU | CG-CD 7.37 1.63 1.51
1 C 97 | GLN CB-CG | -7.29 1.32 1.52
1 E 111 | MET SD-CE 7.25 2.18 1.77
1 C 129 | GLU | CD-OE1 | 7.21 1.33 1.25
1 M 484 | GLU | CD-OE2 | 7.13 1.33 1.25
1 D 102 | GLU CG-CD 7.11 1.62 1.51
1 A 506 | TYR | CG-CD1 | -7.10 1.29 1.39
1 K 18 | ARG NE-CZ 7.10 1.42 1.33
1 D 130 | GLU | CD-OE2 | 7.09 1.33 1.25
1 J 461 | GLU | CD-OE1 | 7.09 1.33 1.25
1 D 102 | GLU | CD-OE1 | 7.07 1.33 1.25
1 K 76 | GLU | CD-OEl | 7.04 1.33 1.25
1 D 73 | MET SD-CE 7.03 2.17 1.77
1 N 129 | GLU | CD-OE2 | 6.97 1.33 1.25
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 N 85 | ALA CA-CB 6.96 1.67 1.52
1 I 63 | GLU | CD-OE2 | 6.93 1.33 1.25
1 C 458 | CYS CB-SG | -6.92 1.70 1.82
1 A 434 | GLU CG-CD 6.92 1.62 1.51
1 M 94 VAL C-O 6.86 1.36 1.23
1 D 398 | ASP CB-CG 6.82 1.66 1.51
1 H 44 | PHE | CG-CD1 | 6.78 1.49 1.38
1 N 129 | GLU | CD-OE1 | 6.77 1.33 1.25
1 H 514 | MET SD-CE 6.76 2.15 1.77
1 N 461 | GLU | CD-OE2 | 6.76 1.33 1.25
1 H 44 | PHE | CE2-CZ | 6.75 1.50 1.37
1 A 434 | GLU | CD-OE1 | 6.71 1.33 1.25
1 A 391 | GLU | CD-OE1 | 6.69 1.33 1.25
1 C 511 | ALA CA-CB 6.68 1.66 1.52
1 I 417 | VAL CA-CB | -6.67 1.40 1.54
1 I 484 | GLU | CD-OE2 | 6.66 1.32 1.25
1 G 130 | GLU | CD-OE1 | 6.65 1.32 1.25
1 B 391 | GLU | CD-OE1 | 6.64 1.32 1.25
1 I 452 | ARG NE-CZ 6.63 1.41 1.33
1 M 73 | MET CG-SD 6.63 1.98 1.81
1 I 18 | ARG | CZ-NH2 | 6.61 1.41 1.33
1 G 461 | GLU | CD-OE1 | 6.61 1.32 1.25
1 H 61 GLU | CD-OE1 | 6.59 1.32 1.25
1 D 44 | PHE | CE1-CZ | 6.58 1.49 1.37
1 B 111 | MET SD-CE 6.57 2.14 1.77
1 C 105 | LYS CD-CE 6.56 1.67 1.51
1 D 417 | VAL | CB-CG1 | -6.54 1.39 1.52
1 A 510 | VAL | CB-CG1 | -6.54 1.39 1.52
1 D 397 | GLU | CD-OE2 | 6.51 1.32 1.25
1 I 480 | ALA CA-CB | -6.50 1.38 1.52
1 B 484 | GLU | CD-OE2 | 6.46 1.32 1.25
1 J 92 | ALA CA-CB | -6.45 1.38 1.52
1 L 76 | GLU | CD-OEl | 6.45 1.32 1.25
1 D 129 | GLU CG-CD 6.44 1.61 1.51
1 C 391 | GLU | CD-OE1 | 6.43 1.32 1.25
1 F 111 | MET SD-CE 6.42 2.13 1.77
1 I 409 | GLU | CD-OE1 | 6.39 1.32 1.25
1 D 111 | MET SD-CE 6.38 2.13 1.77
1 B 102 | GLU CG-CD 6.38 1.61 1.51
1 C 514 | MET SD-CE 6.36 2.13 1.77
1 I 20 VAL | CB-CG1 | -6.36 1.39 1.52
1 J 61 GLU | CD-OE2 | 6.35 1.32 1.25
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 A 111 | MET SD-CE 6.34 2.13 1.77
1 C 397 | GLU | CD-OE2 | 6.34 1.32 1.25
1 J 514 | MET SD-CE 6.33 2.13 1.77
1 H 7% | GLU | CD-OE2 | 6.32 1.32 1.25
1 M 114 | MET SD-CE 6.32 2.13 1.77
1 I 44 | PHE | CE2-CZ | 6.31 1.49 1.37
1 L 61 GLU | CD-OE2 | 6.31 1.32 1.25
1 H 461 | GLU | CD-OE2 | 6.30 1.32 1.25
1 I 7% | GLU | CD-OE1 | 6.30 1.32 1.25
1 D 121 | ASP | CG-OD1 | 6.29 1.39 1.25
1 H 79 SER CB-OG | -6.28 1.34 1.42
1 F 42 LYS CD-CE 6.25 1.66 1.51
1 G 395 | ARG NE-CZ 6.23 1.41 1.33
1 B 129 | GLU CG-CD 6.23 1.61 1.51
1 H 461 | GLU | CD-OE1 | 6.23 1.32 1.25
1 D 102 | GLU | CD-OE2 | 6.22 1.32 1.25
1 I 78 | ALA CA-C 6.21 1.69 1.52
1 D 74 VAL | CB-CG1 | -6.21 1.39 1.52
1 I 44 | PHE | CE1-CZ | 6.18 1.49 1.37
1 K 449 | ALA CA-CB | -6.16 1.39 1.52
1 C 432 | GLN CG-CD 6.13 1.65 1.51
1 G 67 | GLU | CD-OE1 | 6.08 1.32 1.25
1 B 59 | GLU | CD-OE2 | 6.06 1.32 1.25
1 H 18 | ARG NE-CZ 6.02 1.40 1.33
1 M 452 | ARG CB-CG | -6.02 1.36 1.52
1 N 461 | GLU | CD-OE1 | 6.02 1.32 1.25
1 H 506 | TYR | CB-CG | -6.01 1.42 1.51
1 D 115 | ASP CB-CG 6.01 1.64 1.51
1 C 105 | LYS C-O0 6.01 1.34 1.23
1 H 73 | MET CG-SD 6.01 1.96 1.81
1 A 44 | PHE | CE1-CZ | 6.01 1.48 1.37
1 C 398 | ASP | CG-OD1 | 6.01 1.39 1.25
1 C 129 | GLU | CD-OE2 | 6.00 1.32 1.25
1 N 114 | MET SD-CE 2.99 2.11 1.77
1 J 506 | TYR | CB-CG | -5.97 1.42 1.51
1 H 38 VAL | CB-CG1 | -5.97 1.40 1.52
1 C 434 | GLU | CD-OE1 | 5.96 1.32 1.25
1 A 102 | GLU | CD-OE2 | 5.95 1.32 1.25
1 B 102 | GLU | CD-OE1 | 594 1.32 1.25
1 J 67 | GLU | CD-OEl1 | 5.93 1.32 1.25
1 F 484 | GLU | CD-OE2 | 5.93 1.32 1.25
1 B 412 | VAL | CB-CG2 | -5.92 1.40 1.52
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 I 130 | GLU | CD-OE2 | 5.91 1.32 1.25
1 J 480 | ALA CA-CB | -5.90 1.40 1.52
1 G 42 LYS CD-CE 5.90 1.66 1.51
1 C 460 | GLU | CD-OE1 | 5.89 1.32 1.25
1 A 121 | ASP CB-CG 5.87 1.64 1.51
1 J 465 | VAL | CB-CG2 | -5.86 1.40 1.52
1 B 73 | MET SD-CE 5.84 2.10 1.77
1 G 130 | GLU | CD-OE2 | 5.83 1.32 1.25
1 N 87 ASP CB-CG 5.80 1.64 1.51
1 A 417 | VAL | CB-CG1 | -5.80 1.40 1.52
1 F 483 | GLU | CD-OE1 | 5.79 1.32 1.25
1 D 460 | GLU | CD-OE2 | 5.79 1.32 1.25
1 L 76 | GLU | CD-OE2 | 5.79 1.32 1.25
1 A 121 | ASP | CG-OD1 | 5.76 1.38 1.25
1 B 44 | PHE | CE1-CZ | 5.73 1.48 1.37
1 J 87 | ASP CB-CG 5.73 1.63 1.51
1 F 73 | MET CG-SD 5.72 1.96 1.81
1 C 452 | ARG NE-CZ 5.70 1.40 1.33
1 A 434 | GLU | CD-OE2 | 5.70 1.31 1.25
1 C 130 | GLU | CD-OE1 | 5.69 1.31 1.25
1 C 484 | GLU | CD-OE2 | 5.69 1.31 1.25
1 C 501 | ARG | CB-CG | -5.68 1.37 1.52
1 M ol LYS CE-NZ .68 1.63 1.49
1 J 16 | MET SD-CE 5.67 2.09 1.77
1 B 483 | GLU | CD-OE2 | 5.66 1.31 1.25
1 G 501 | ARG | CG-CD | -5.66 1.37 1.51
1 I 114 | MET SD-CE 5.66 2.09 1.77
1 D 129 | GLU | CD-OE2 | 5.65 1.31 1.25
1 N 27 | VAL | CB-CG2 | -5.65 1.41 1.52
1 I 442 | VAL | CB-CG1 | -5.64 1.41 1.52
1 A 102 | GLU | CD-OE1 | 5.63 1.31 1.25
1 B 35 GLY C-O 5.63 1.32 1.23
1 B 432 | GLN CG-CD 5.62 1.64 1.51
1 B 461 | GLU | CD-OE1 | 5.62 1.31 1.25
1 M 484 | GLU | CD-OE1 | 5.62 1.31 1.25
1 D 484 | GLU | CD-OE2 | 5.62 1.31 1.25
1 B 7% | GLU | CD-OE2 | 5.61 1.31 1.25
1 H 44 | PHE | CE1-CZ | 5.61 1.48 1.37
1 M 129 | GLU | CD-OE1 | 5.60 1.31 1.25
1 N 18 | ARG | CG-CD 5.60 1.66 1.51
1 B 74 VAL | CB-CG1 | -5.60 1.41 1.52
1 C 434 | GLU | CG-CD 5.60 1.60 1.51
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 H 121 | ASP CB-CG 5.60 1.63 1.51
1 D) 121 | ASP CB-CG 5.59 1.63 1.51
1 M 130 | GLU | CD-OE2 | 5.59 1.31 1.25
1 D 121 | ASP CB-CG 5.59 1.63 1.51
1 A 18 | ARG NE-CZ 5.59 1.40 1.33
1 C 59 | GLU | CD-OE2 | 5.58 1.31 1.25
1 G 465 | VAL | CB-CG1 | -5.58 1.41 1.52
1 N 61 GLU | CD-OE2 | 5.58 1.31 1.25
1 C 452 | ARG C-O 5.58 1.33 1.23
1 H 445 | ARG | CZ-NH1 | 5.58 1.40 1.33
1 D 71 ALA CA-CB | -5.58 1.40 1.52
1 N 44 | PHE | CE1-CZ | 5.57 1.48 1.37
1 A 499 | VAL | CB-CG1 | -5.57 1.41 1.52
1 I 510 | VAL CA-C -0.57 1.38 1.52
1 I 409 | GLU | CD-OE2 | 5.57 1.31 1.25
1 B 130 | GLU | CD-OE1 | 5.56 1.31 1.25
1 M 61 GLU | CD-OE2 | 5.56 1.31 1.25
1 K 461 | GLU | CD-OE2 | 5.55 1.31 1.25
1 G 44 | PHE | CE1-CZ | 5.54 1.47 1.37
1 K 73 | MET CG-SD 5.53 1.95 1.81
1 A 71 ALA CA-CB | -5.51 1.40 1.52
1 C 395 | ARG | CG-CD 5.51 1.65 1.51
1 N 445 | ARG NE-CZ 5.51 1.40 1.33
1 L 67 | GLU | CD-OE1 | 5.50 1.31 1.25
1 K 87 | ASP CB-CG 5.50 1.63 1.51
1 I 118 | ARG | CG-CD 5.49 1.65 1.51
1 G 44 | PHE | CD2-CE2 | 5.47 1.50 1.39
1 A 465 | VAL | CB-CG2 | -5.47 1.41 1.52
1 H 27 | VAL | CB-CG2 | -5.47 1.41 1.52
1 A 145 | ALA CA-CB | -5.47 1.41 1.52
1 C 461 | GLU | CD-OE2 | 5.46 1.31 1.25
1 A 391 | GLU CG-CD 5.45 1.60 1.51
1 B 44 | PHE | CE2-CZ | 5.44 1.47 1.37
1 M 452 | ARG NE-CZ 5.44 1.40 1.33
1 A 130 | GLU | CD-OE2 | 5.43 1.31 1.25
1 H 518 | GLU | CD-OE2 | 5.43 1.31 1.25
1 N 27 | VAL | CB-CG1 | -5.42 1.41 1.52
1 M 44 | PHE | CG-CD1 | 5.42 1.46 1.38
1 M 463 | SER CB-OG 5.42 1.49 1.42
1 C 121 | ASP | CG-OD1 | 5.42 1.37 1.25
1 L 20 VAL | CB-CG1 | -5.42 1.41 1.52
1 N 105 | LYS CD-CE 5.42 1.64 1.51
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 H 118 | ARG | CG-CD 0.42 1.65 1.51
1 M 18 | ARG NE-CZ 0.41 1.40 1.33
1 B 460 | GLU | CD-OE2 | 5.40 1.31 1.25
1 I 434 | GLU | CD-OE2 | 5.40 1.31 1.25
1 N 56 VAL | CB-CG2 | -5.40 1.41 1.52
1 K 506 | TYR | CB-CG | -5.39 1.43 1.51
1 C 503 | ALA CA-CB | -5.38 1.41 1.52
1 D 434 | GLU | CD-OE1 | 5.38 1.31 1.25
1 C 7% | GLU | CD-OE2 | 5.38 1.31 1.25
1 H 118 | ARG NE-CZ 5.38 1.40 1.33
1 D 483 | GLU | CD-OE2 | 5.37 1.31 1.25
1 M 31 LEU | CG-CD1 | 5.36 1.71 1.51
1 D 28 LYS CD-CE 5.36 1.64 1.51
1 I o4 VAL CA-CB | -5.36 1.43 1.54
1 M 44 | PHE | CG-CD2 | 5.34 1.46 1.38
1 C 491 | MET CG-SD | -5.34 1.67 1.81
1 G 129 | GLU | CD-OE2 | 5.34 1.31 1.25
1 H 483 | GLU | CD-OE2 | 5.33 1.31 1.25
1 I 94 VAL | CB-CG2 | -5.32 1.41 1.52
1 I 88 GLY C-O 0.32 1.32 1.23
1 G 446 | ALA CA-CB | -5.31 1.41 1.52
1 F 130 | GLU | CD-OE1 | 5.30 1.31 1.25
1 L 102 | GLU | CG-CD 5.30 1.59 1.51
1 B 18 | ARG NE-CZ 5.30 1.40 1.33
1 L 18 | ARG NE-CZ 5.29 1.40 1.33
1 N 480 | ALA CA-CB | -5.29 1.41 1.52
1 K 114 | MET SD-CE 5.28 2.07 1.77
1 I 118 | ARG NE-CZ 0.28 1.40 1.33
1 K 129 | GLU | CD-OE2 | 5.28 1.31 1.25
1 M 460 | GLU | CD-OE1 | 5.26 1.31 1.25
1 G 397 | GLU | CD-OE2 | 5.26 1.31 1.25
1 C 130 | GLU | CD-OE2 | 5.25 1.31 1.25
1 G 111 | MET SD-CE 5.24 2.07 1.77
1 F 16 | MET SD-CE 0.23 2.07 1.77
1 G 506 | TYR | CG-CD1 | -5.23 1.32 1.39
1 B 111 | MET CG-SD 5.23 1.94 1.81
1 G 8 PHE CB-CG | -5.23 1.42 1.51
1 D 105 | LYS CD-CE 5.22 1.64 1.51
1 C 417 | VAL | CB-CG1 | -5.21 1.41 1.52
1 N 460 | GLU | CD-OE2 | 5.21 1.31 1.25
1 G 67 | GLU | CD-OE2 | 5.21 1.31 1.25
1 L 502 | SER CB-OG | -5.20 1.35 1.42
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 H 484 | GLU | CD-OE2 | 5.20 1.31 1.25
1 M 32 GLY CA-C 5.19 1.60 1.51
1 G 434 | GLU CG-CD 5.19 1.59 1.51
1 K 445 | ARG NE-CZ 5.19 1.39 1.33
1 N 24 | ALA CA-CB | -5.18 1.41 1.52
1 D 465 | VAL | CB-CG2 | -5.17 1.42 1.52
1 H 98 | ALA C-0 5.17 1.33 1.23
1 K 7% | GLU | CD-OE2 | 5.16 1.31 1.25
1 I 44 | PHE | CG-CD2 | 5.16 1.46 1.38
1 J 521 | VAL | CB-CG2 | -5.16 1.42 1.52
1 C 443 | ALA CA-CB | -5.15 1.41 1.52
1 H 506 | TYR | CD2-CE2 | 5.15 1.47 1.39
1 J 18 | ARG NE-CZ 5.12 1.39 1.33
1 D 506 | TYR CZ-OH 5.12 1.46 1.37
1 G 156 | GLU | CD-OE2 | 5.12 1.31 1.25
1 L 44 | PHE | CE2-CZ | 5.11 1.47 1.37
1 C 521 | VAL | CB-CG2 | -5.11 1.42 1.52
1 A 470 | LYS CD-CE 5.11 1.64 1.51
1 B 18 | ARG NE-CZ 5.10 1.39 1.33
1 I 78 | ALA C-0 -5.10 1.13 1.23
1 A 465 | VAL | CB-CG1 | -5.10 1.42 1.52
1 A 461 | GLU | CD-OE1 | 5.09 1.31 1.25
1 C 460 | GLU | CD-OE2 | 5.09 1.31 1.25
1 C 111 | MET SD-CE 5.08 2.06 1.77
1 H 24 | ALA CA-CB | -5.08 1.41 1.52
1 K 114 | MET CG-SD 5.08 1.94 1.81
1 E 76 | GLU | CD-OEl | 5.07 1.31 1.25
1 I 129 | GLU | CG-CD 5.07 1.59 1.51
1 A 425 | LYS CE-NZ 5.07 1.61 1.49
1 G 105 | LYS CD-CE 5.07 1.64 1.51
1 B 39 VAL | CB-CG1 | -5.06 1.42 1.52
1 L 63 | GLU | CD-OE1l | 5.06 1.31 1.25
1 D 434 | GLU | CG-CD 5.05 1.59 1.51
1 J 460 | GLU | CD-OE2 | 5.05 1.31 1.25
1 G 404 | ARG NE-CZ 5.05 1.39 1.33
1 K 483 | GLU | CD-OE2 | 5.05 1.31 1.25
1 M 44 | PHE | CE2-CZ | 5.05 1.47 1.37
1 A 102 | GLU CG-CD 5.04 1.59 1.51
1 C 67 | GLU | CD-OE1 | 5.04 1.31 1.25
1 D 76 | GLU | CD-OE2 | 5.04 1.31 1.25
1 H 26 | ALA CA-CB | -5.04 1.41 1.52
1 G 391 | GLU | CG-CD 5.04 1.59 1.51
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 D 465 | VAL CA-CB | -5.04 1.44 1.54
1 A 18 | ARG | CZ-NH2 | 5.03 1.39 1.33
1 B 460 | GLU | CD-OE1 | 5.03 1.31 1.25
1 H 63 | GLU | CD-OE2 | 5.03 1.31 1.25
1 I 405 | ALA CA-CB | -5.02 1.41 1.52
1 D 44 | PHE | CE2-CZ | 5.02 1.46 1.37
1 M 509 | SER C-0 5.01 1.32 1.23
1 M 449 | ALA CA-CB | -5.01 1.42 1.52
1 N 38 VAL | CB-CG1 | -5.00 1.42 1.52

All (377) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 N 25 ASP | CB-CG-OD2 | 11.00 128.20 118.30
1 M 25 ASP | CB-CG-OD2 | 10.63 127.87 118.30
1 I 428 | ASP | CB-CG-OD2 | 10.62 127.86 118.30
1 D 121 | ASP | CB-CG-OD1 | 10.19 127.47 118.30
1 N 428 | ASP | CB-CG-OD2 | 9.83 127.15 118.30
1 C 398 | ASP | CB-CG-OD1 | 9.82 127.14 118.30
1 I 452 | ARG | NE-CZ-NH2 | 9.76 125.18 120.30
1 J 25 ASP | CB-CG-OD2 | 9.73 127.06 118.30
1 J 428 | ASP | CB-CG-OD2 | 9.71 127.04 118.30
1 A 64 | ASP | CB-CG-OD2 | 9.37 126.73 118.30
1 K 428 | ASP | CB-CG-OD2 | 9.35 126.72 118.30
1 C 121 | ASP | CB-CG-OD1 | 9.28 126.65 118.30
1 L 428 | ASP | CB-CG-OD2 | 9.25 126.63 118.30
1 K 25 ASP | CB-CG-OD2 | 9.25 126.62 118.30
1 A 523 | ASP | CB-CG-OD2 | 9.11 126.50 118.30
1 B 115 | ASP | CB-CG-OD2 | 8.70 126.13 118.30
1 B 41 ASP | CB-CG-OD2 | 8.63 126.06 118.30
1 B 11 ASP | CB-CG-OD1 | -8.45 110.70 118.30
1 B 62 | LEU | CB-CG-CD2 | -8.36 96.78 111.00
1 E 398 | ASP | CB-CG-OD1 | 8.34 125.81 118.30
1 G 462 | PRO N-CD-CG -8.30 90.74 103.20
1 H 428 | ASP | CB-CG-OD2 | 8.24 125.72 118.30
1 F 398 | ASP | CB-CG-OD1 | 8.24 125.71 118.30
1 L 25 ASP | CB-CG-OD2 | 8.08 125.57 118.30
1 D 523 | ASP | CB-CG-OD2 | 8.00 125.50 118.30
1 N 25 ASP | CB-CG-OD1 | -7.99 111.11 118.30
1 M 25 ASP | CB-CG-OD1 | -7.98 111.12 118.30
1 E 121 | ASP | CB-CG-OD1 | 7.95 125.46 118.30
1 A 115 | ASP | CB-CG-OD2 | 7.94 125.45 118.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 G 395 | ARG | NE-CZ-NH1 7.89 124.25 120.30
1 M 428 | ASP | CB-CG-OD2 | 7.86 125.38 118.30
1 A 398 | ASP | CB-CG-OD1 | 7.86 125.37 118.30
1 F 64 ASP | CB-CG-OD2 | 7.83 125.35 118.30
1 D 121 | ASP | CB-CG-OD2 | -7.82 111.27 118.30
1 C 131 | LEU | CB-CG-CD2 | -7.78 97.78 111.00
1 B 64 ASP | CB-CG-OD2 | 7.77 125.29 118.30
1 I 473 | ASP | CB-CG-OD2 | 7.71 125.24 118.30
1 E 395 | ARG | NE-CZ-NH1 7.71 124.16 120.30
1 M 115 | ASP | CB-CG-OD2 | 7.70 125.23 118.30
1 A 121 | ASP | CB-CG-OD1 | 7.70 125.23 118.30
1 K 83 ASP | CB-CG-OD2 | 7.64 125.18 118.30
1 G 115 | ASP | CB-CG-OD2 | 7.63 125.17 118.30
1 D) 11 ASP | CB-CG-OD1 | -7.63 111.44 118.30
1 F 49 ILE | CG1-CB-CG2 | -7.62 94.62 111.40
1 N 435 | ASP | CB-CG-OD2 | 7.60 125.14 118.30
1 A 452 | ARG | NE-CZ-NH1 | -7.57 116.51 120.30
1 N 23 | LEU | CB-CG-CD1 | -7.55 98.16 111.00
1 G 02 ASP | CB-CG-OD1 | 7.53 125.08 118.30
1 C 62 LEU | CB-CG-CD2 | -7.49 98.27 111.00
1 A 11 ASP | CB-CG-OD2 | 7.47 125.02 118.30
1 D 11 ASP | CB-CG-OD2 | 7.46 125.02 118.30
1 C 514 | MET CG-SD-CE -7.42 88.32 100.20
1 C 523 | ASP | CB-CG-OD2 | 7.40 124.96 118.30
1 G 18 | ARG | NE-CZ-NH1 7.39 124.00 120.30
1 I 435 | ASP | CB-CG-OD2 | 7.38 124.95 118.30
1 N 428 | ASP | CB-CG-OD1 | -7.38 111.66 118.30
1 C 87 | ASP | CB-CG-OD1 | 7.37 124.93 118.30
1 D 188 | ASP | CB-CG-OD2 | 7.32 124.89 118.30
1 G 121 | ASP | CB-CG-OD1 | 7.30 124.87 118.30
1 I 421 | ARG | NE-CZ-NH1 | -7.29 116.65 120.30
1 M 179 | ASP | CB-CG-OD2 | 7.23 124.81 118.30
1 J 188 | ASP | CB-CG-OD2 | 7.23 124.80 118.30
1 A 87 ASP | CB-CG-OD1 | 7.19 124.77 118.30
1 B 419 | LEU | CB-CG-CD2 | -7.17 98.80 111.00
1 G 49 ILE | CG1-CB-CG2 | -7.13 95.72 111.40
1 D 11 ASP | CB-CG-OD1 | -7.12 111.89 118.30
1 G 398 | ASP | CB-CG-OD1 | 7.10 124.69 118.30
1 G 501 | ARG | NE-CZ-NH1 | -7.06 116.77 120.30
1 M 328 | ASP | CB-CG-OD2 | 7.01 124.61 118.30
1 M 11 ASP | CB-CG-OD2 | 6.97 124.57 118.30
1 N 458 | CYS CA-CB-SG -6.96 101.46 114.00
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 B 11 ASP | CB-CG-OD2 | 6.96 124.56 118.30
1 C 513 | LEU CA-CB-CG | -6.96 99.30 115.30
1 L Y ASP | CB-CG-OD2 | 6.96 124.56 118.30
1 H 25 ASP | CB-CG-OD2 | 6.96 124.56 118.30
1 C 41 ASP | CB-CG-OD2 | 6.92 124.53 118.30
1 A 49 ILE | CG1-CB-CG2 | -6.89 96.25 111.40
1 D 435 | ASP | CB-CG-OD2 | 6.85 124.47 118.30
1 I 83 ASP | CB-CG-OD2 | 6.85 124.46 118.30
1 J 435 | ASP | CB-CG-OD2 | 6.84 124.45 118.30
1 G 41 ASP | CB-CG-OD2 | 6.76 124.38 118.30
1 J 428 | ASP | CB-CG-OD1 | -6.75 112.22 118.30
1 B 435 | ASP | CB-CG-OD2 | 6.75 124.37 118.30
1 C 100 | TLE | CG1-CB-CG2 | -6.72 96.61 111.40
1 A 444 | LEU | CB-CG-CD1 | -6.71 99.60 111.00
1 C 64 ASP | CB-CG-OD2 | 6.70 124.33 118.30
1 J 328 | ASP | CB-CG-OD2 | 6.70 124.33 118.30
1 H 495 | ASP | CB-CG-OD2 | 6.69 124.32 118.30
1 F 83 ASP | CB-CG-OD2 | 6.68 124.31 118.30
1 A 435 | ASP | CB-CG-OD2 | 6.68 124.31 118.30
1 B 25 ASP | CB-CG-OD1 | -6.68 112.29 118.30
1 K 426 | LEU | CB-CG-CD1 | -6.67 99.65 111.00
1 G 421 | ARG | NE-CZ-NH2 | -6.66 116.97 120.30
1 N 52 ASP | CB-CG-OD1 | 6.66 124.30 118.30
1 I 115 | ASP | CB-CG-OD2 | 6.64 124.28 118.30
1 F 435 | ASP | CB-CG-OD2 | 6.61 124.25 118.30
1 C 49 ILE | CG1-CB-CG2 | -6.60 96.88 111.40
1 N 83 ASP | CB-CG-OD2 | 6.59 124.23 118.30
1 I 328 | ASP | CB-CG-OD2 | 6.57 124.21 118.30
1 A 188 | ASP | CB-CG-OD2 | 6.56 124.20 118.30
1 H 435 | ASP | CB-CG-OD2 | 6.55 124.20 118.30
1 N 328 | ASP | CB-CG-OD2 | 6.55 124.20 118.30
1 M 461 | GLU | OE1-CD-OE2 | 6.54 131.15 123.30
1 G 513 | LEU | CB-CG-CD2 | -6.54 99.89 111.00
1 G 64 ASP | CB-CG-OD2 | 6.53 124.18 118.30
1 H 462 | PRO N-CD-CG -6.53 93.41 103.20
1 G 523 | ASP | CB-CG-OD2 | 6.52 124.17 118.30
1 A 116 | LEU | CB-CG-CD1 | -6.48 99.98 111.00
1 N 41 ASP | CB-CG-OD2 | 6.48 124.13 118.30
1 B 328 | ASP | CB-CG-OD2 | 6.47 124.12 118.30
1 A 328 | ASP | CB-CG-OD2 | 6.46 124.12 118.30
1 J 316 | ASP | CB-CG-OD2 | 6.43 124.09 118.30
1 H 179 | ASP | CB-CG-OD2 | 6.43 124.09 118.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 K 179 | ASP | CB-CG-OD2 | 6.39 124.06 118.30
1 H 83 ASP | CB-CG-OD2 | 6.38 124.04 118.30
1 L 196 | ASP | CB-CG-OD2 | 6.38 124.04 118.30
1 G 328 | ASP | CB-CG-OD2 | 6.37 124.03 118.30
1 L 179 | ASP | CB-CG-OD2 | 6.34 124.00 118.30
1 C 501 | ARG | NE-CZ-NH2 6.33 123.47 120.30
1 J 420 | ILE | CG1-CB-CG2 | -6.32 97.49 111.40
1 G 62 LEU | CB-CG-CD2 | -6.30 100.29 111.00
1 C 134 | LEU | CB-CG-CD2 | -6.29 100.30 111.00
1 L 121 | ASP | CB-CG-OD2 | 6.28 123.95 118.30
1 D 64 ASP | CB-CG-OD2 | 6.27 123.94 118.30
1 N 188 | ASP | CB-CG-OD2 | 6.24 123.92 118.30
2 S 90 ASP | CB-CG-OD2 | 6.22 123.90 118.30
1 D) 419 | LEU | CB-CG-CD2 | -6.22 100.43 111.00
1 J 462 | PRO N-CD-CG -6.21 93.88 103.20
1 B 118 | ARG | NE-CZ-NH1 | -6.17 117.22 120.30
1 K 428 | ASP | CB-CG-OD1 | -6.16 112.75 118.30
1 F 421 | ARG | NE-CZ-NH1 6.16 123.38 120.30
2 Q 69 ASP | CB-CG-OD2 | 6.14 123.83 118.30
1 I 461 | GLU | OE1-CD-OE2 | 6.14 130.67 123.30
2 Q o8 ASP | CB-CG-OD2 | 6.14 123.83 118.30
1 K 462 | PRO N-CD-CG -6.12 94.02 103.20
1 I 419 | LEU | CB-CG-CD1 | -6.10 100.64 111.00
1 N 283 | ASP | CB-CG-OD2 | 6.09 123.78 118.30
1 I 420 | ILE | CG1-CB-CG2 | -6.08 98.02 111.40
1 A 65 LYS CD-CE-NZ -6.08 97.72 111.70
1 H 155 | ASP | CB-CG-OD2 | 6.08 123.77 118.30
1 C 490 | ASP | CB-CG-OD2 | 6.08 123.77 118.30
1 B 398 | ASP | CB-CG-OD1 | 6.07 123.77 118.30
1 I 48 | THR | OG1-CB-CG2 | -6.07 96.05 110.00
1 M 462 | PRO N-CD-CG -6.05 94.13 103.20
1 B 140 | ASP | CB-CG-OD2 | 6.04 123.74 118.30
1 H 420 | TLE | CG1-CB-CG2 | -6.04 98.11 111.40
1 M 398 | ASP | CB-CG-OD2 | 6.04 123.73 118.30
1 N 473 | ASP | CB-CG-OD1 | 6.04 123.73 118.30
1 A 419 | LEU | CB-CG-CD2 | -6.02 100.76 111.00
1 I 99 ILE | CG1-CB-CG2 | 6.02 124.64 111.40
1 L 435 | ASP | CB-CG-OD2 | 6.01 123.71 118.30
1 I 114 | MET CG-SD-CE 6.00 109.81 100.20
1 B 49 ILE | CG1-CB-CG2 | -6.00 98.20 111.40
1 J 253 | ASP | CB-CG-OD2 | 5.99 123.69 118.30
1 E 404 | ARG | NE-CZ-NH1 5.99 123.29 120.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 E 11 ASP | CB-CG-OD2 | 5.98 123.68 118.30
1 G 490 | ASP | CB-CG-OD2 | 5.95 123.66 118.30
1 L 23 LEU | CB-CG-CD1 | -5.94 100.91 111.00
1 G 518 | GLU | OE1-CD-OE2 | -5.93 116.18 123.30
1 E 295 | LEU CA-CB-CG 5.92 128.92 115.30
1 D 513 | LEU CA-CB-CG -5.91 101.71 115.30
1 B 25 ASP | CB-CG-OD2 | 591 123.61 118.30
1 J 334 | ASP | CB-CG-OD2 | 5.90 123.61 118.30
1 H 316 | ASP | CB-CG-OD2 | 5.90 123.61 118.30
2 P 79 ASP | CB-CG-OD2 | 5.89 123.60 118.30
1 M 419 | LEU | CB-CG-CD2 | 5.88 120.99 111.00
1 B 328 | ASP | CB-CG-OD2 | 5.86 123.57 118.30
1 B 02 ASP | CB-CG-OD1 | 5.85 123.57 118.30
1 B 5 ASP | CB-CG-OD2 | 5.84 123.55 118.30
1 G 167 | ASP | CB-CG-OD2 | 5.83 123.55 118.30
1 J 23 LEU | CB-CG-CD1 | -5.83 101.09 111.00
1 D 87 ASP | CB-CG-OD1 | 5.82 123.54 118.30
1 J 458 | CYS CA-CB-SG -0.81 103.54 114.00
1 A 361 | ASP | CB-CG-OD2 | 5.81 123.53 118.30
1 M 188 | ASP | CB-CG-OD2 | 5.80 123.52 118.30
2 O o8 ASP | CB-CG-OD2 | 5.80 123.52 118.30
2 S 79 ASP | CB-CG-OD2 | 5.80 123.52 118.30
1 E 428 | ASP | CB-CG-OD2 | 5.79 123.51 118.30
1 D 295 | LEU CA-CB-CG 5.79 128.61 115.30
1 E 361 | ASP | CB-CG-OD2 | 5.78 123.51 118.30
1 J 495 | ASP | CB-CG-OD2 | 5.78 123.50 118.30
1 F 361 | ASP | CB-CG-OD2 | 5.78 123.50 118.30
1 D 36 | ARG | NE-CZ-NH1 0.77 123.19 120.30
1 B 462 | PRO N-CD-CG -0.77 94.54 103.20
2 Q 8 ASP | CB-CG-OD2 | 5.77 123.49 118.30
1 C 295 | LEU CA-CB-CG 5.76 128.56 115.30
1 C 361 | ASP | CB-CG-OD2 | 5.76 123.48 118.30
1 G 5 ASP | CB-CG-OD2 | 5.76 123.48 118.30
1 M 435 | ASP | CB-CG-OD2 | 5.75 123.48 118.30
1 M 426 | LEU | CB-CG-CD1 | -5.75 101.23 111.00
1 B 295 | LEU CA-CB-CG 5.74 128.51 115.30
1 A 167 | ASP | CB-CG-OD2 | 5.74 123.46 118.30
1 C 25 ASP | CB-CG-OD2 | 5.74 123.46 118.30
1 G 73 | MET CG-SD-CE 2.73 109.36 100.20
2 R 8 ASP | CB-CG-OD2 | 5.73 123.45 118.30
1 B 361 | ASP | CB-CG-OD2 | 5.71 123.44 118.30
1 I 398 | ASP | CB-CG-OD2 | 5.71 123.44 118.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 A 513 | LEU CA-CB-CG -5.71 102.18 115.30
2 T 58 ASP | CB-CG-OD2 | 5.71 123.44 118.30
1 I 523 | ASP | CB-CG-OD2 | 5.70 123.43 118.30
1 F 328 | ASP | CB-CG-OD2 | 5.70 123.43 118.30
1 D 140 | ASP | CB-CG-OD2 | 5.69 123.42 118.30
1 N 48 | THR | OG1-CB-CG2 | -5.69 96.91 110.00
1 B 41 ASP | CB-CG-OD2 | 5.68 123.41 118.30
1 G 295 | LEU CA-CB-CG 5.67 128.34 115.30
1 C 395 | ARG | NE-CZ-NH1 5.67 123.13 120.30
1 H 64 ASP | CB-CG-OD1 | 5.67 123.40 118.30
1 J 419 | LEU | CB-CG-CD1 | -5.66 101.37 111.00
2 T 63 ASP | CB-CG-OD2 | 5.66 123.40 118.30
1 M 83 ASP | CB-CG-OD2 | 5.66 123.39 118.30
2 O 90 ASP | CB-CG-OD2 | 5.64 123.37 118.30
1 C 58 | ARG | NE-CZ-NH2 | -5.63 117.48 120.30
1 I 78 | ALA CB-CA-C 5.63 118.55 110.10
1 H 17 LEU | CB-CG-CD1 | -5.63 101.43 111.00
1 G 361 | ASP | CB-CG-OD2 | 5.62 123.36 118.30
1 H 514 | MET CG-SD-CE -5.62 91.21 100.20
1 L 283 | ASP | CB-CG-OD2 | 5.62 123.36 118.30
1 L 316 | ASP | CB-CG-OD2 | 5.61 123.35 118.30
1 N 36 | ARG | NE-CZ-NH1 5.60 123.10 120.30
1 C 328 | ASP | CB-CG-OD2 | 5.59 123.33 118.30
1 H 23 | LEU | CB-CG-CD1 | -5.59 101.50 111.00
1 H 188 | ASP | CB-CG-OD2 | 5.58 123.32 118.30
1 L 523 | ASP | CB-CG-OD2 | 5.58 123.32 118.30
1 B 395 | ARG | NE-CZ-NH1 2.58 123.09 120.30
1 N 430 | ARG | NE-CZ-NH2 | -5.56 117.52 120.30
1 C 404 | ARG | NE-CZ-NH1 5.56 123.08 120.30
1 H 517 | THR | OG1-CB-CG2 | -5.55 97.23 110.00
1 G 87 | ASP | CB-CG-OD1 | 5.55 123.29 118.30
1 M 495 | ASP | CB-CG-OD2 | 5.55 123.29 118.30
1 K 316 | ASP | CB-CG-OD2 | 5.54 123.29 118.30
1 G 11 ASP | CB-CG-OD2 | 5.54 123.29 118.30
1 I 179 | ASP | CB-CG-OD2 | 5.54 123.29 118.30
2 Q 63 ASP | CB-CG-OD2 | 5.54 123.29 118.30
1 J 117 | LYS CD-CE-NZ -5.54 98.97 111.70
1 C 421 | ARG | NE-CZ-NH1 5.53 123.07 120.30
2 U o8 ASP | CB-CG-OD2 | 5.53 123.28 118.30
1 A 73 | MET CG-SD-CE 2.53 109.04 100.20
2 O 79 ASP | CB-CG-OD2 | 5.53 123.27 118.30
2 P 58 ASP | CB-CG-OD2 | 5.53 123.28 118.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 K 361 | ASP | CB-CG-OD2 | 5.52 123.27 118.30
1 M 316 | ASP | CB-CG-OD2 | 5.52 123.27 118.30
1 J 179 | ASP | CB-CG-OD2 | 5.51 123.26 118.30
1 F 462 | PRO N-CD-CG -2.51 94.93 103.20
1 A 23 | LEU | CA-CB-CG | 5.50 127.94 115.30
1 E 49 ILE | CG1-CB-CG2 | -5.49 99.31 111.40
1 G 36 | ARG | NE-CZ-NH2 5.49 123.05 120.30
1 H 283 | ASP | CB-CG-OD2 | 5.49 123.24 118.30
1 M 421 | ARG | NE-CZ-NH1 | -5.49 117.55 120.30
1 I 462 | PRO N-CD-CG -5.49 94.97 103.20
1 I 361 | ASP | CB-CG-OD2 | 547 123.22 118.30
1 E 435 | ASP | CB-CG-OD2 | 547 123.22 118.30
1 N 23 LEU | CB-CG-CD2 | 5.46 120.29 111.00
1 G 500 | THR | OG1-CB-CG2 | -5.46 97.45 110.00
1 I 426 | LEU | CB-CG-CD1 | -5.45 101.73 111.00
2 O 69 ASP | CB-CG-OD2 | 5.45 123.21 118.30
1 I 155 | ASP | CB-CG-OD2 | 5.45 123.20 118.30
1 B 115 | ASP | CB-CG-OD2 | 5.44 123.20 118.30
1 L 64 ASP | CB-CG-OD1 | 5.44 123.20 118.30
2 R 79 ASP | CB-CG-OD2 | 5.44 123.20 118.30
1 C 116 | LEU | CB-CG-CD1 | -5.44 101.76 111.00
1 H 522 | THR | OG1-CB-CG2 | -5.44 97.49 110.00
1 B 188 | ASP | CB-CG-OD2 | 5.44 123.19 118.30
1 N 334 | ASP | CB-CG-OD2 | 5.43 123.19 118.30
1 K 334 | ASP | CB-CG-OD2 | 5.43 123.19 118.30
1 G 58 | ARG | NE-CZ-NH1 | -5.43 117.59 120.30
1 D) 462 | PRO N-CD-CG -0.42 95.08 103.20
1 E 513 | LEU CA-CB-CG -5.42 102.84 115.30
1 D 183 | LEU CA-CB-CG 5.42 127.75 115.30
1 J 514 | MET CG-SD-CE -5.41 91.55 100.20
1 D 87 ASP | CB-CG-OD2 | 541 123.17 118.30
1 N 155 | ASP | CB-CG-OD2 | 5.40 123.16 118.30
1 M 31 LEU | CB-CG-CD2 | -5.40 101.82 111.00
1 I 64 ASP | CB-CG-OD1 | 5.40 123.16 118.30
1 K 359 | ASP | CB-CG-OD2 | 5.40 123.16 118.30
1 G 23 | LEU CA-CB-CG 5.39 127.70 115.30
1 M 155 | ASP | CB-CG-OD2 | 5.38 123.14 118.30
2 T 79 ASP | CB-CG-OD2 | 5.38 123.14 118.30
1 L 328 | ASP | CB-CG-OD2 | 5.37 123.13 118.30
1 K 23 | LEU | CB-CG-CD1 | -5.37 101.88 111.00
2 P 8 ASP | CB-CG-OD2 | 5.37 123.13 118.30
1 M 18 | ARG | NE-CZ-NH2 5.36 122.98 120.30
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 I 102 | GLU | OE1-CD-OE2 | -5.36 116.87 123.30
1 C 31 LEU | CB-CG-CD2 | -5.35 101.91 111.00
1 D 91 | THR | OG1-CB-CG2 | -5.34 97.71 110.00
1 I 253 | ASP | CB-CG-OD2 | 5.34 123.11 118.30
2 P 90 ASP | CB-CG-OD2 | 5.34 123.11 118.30
1 B 16 | MET CG-SD-CE -0.34 91.66 100.20
1 F 419 | LEU | CB-CG-CD2 | -5.32 101.96 111.00
1 A 179 | ASP | CB-CG-OD1 | 5.31 123.08 118.30
1 A 295 | LEU CA-CB-CG 5.30 127.50 115.30
1 E 188 | ASP | CB-CG-OD2 | 5.30 123.08 118.30
1 D 87 ASP | OD1-CG-OD2 | -5.30 113.22 123.30
1 D 316 | ASP | CB-CG-OD2 | 5.30 123.07 118.30
1 A 140 | ASP | CB-CG-OD2 | 5.29 123.07 118.30
1 G 140 | ASP | CB-CG-OD2 | 5.29 123.06 118.30
1 D 361 | ASP | CB-CG-OD2 | 5.29 123.06 118.30
1 I 501 | ARG | NE-CZ-NH1 5.29 122.94 120.30
1 J 115 | ASP | CB-CG-OD2 | 5.29 123.06 118.30
2 U 79 ASP | CB-CG-OD2 | 5.27 123.05 118.30
1 M 419 | LEU | CB-CG-CD1 | -5.26 102.05 111.00
1 F 13 | ARG | NE-CZ-NH1 0.26 122.93 120.30
1 I 450 | PRO N-CD-CG -5.25 95.32 103.20
1 F 23 | LEU CA-CB-CG 5.25 127.38 115.30
1 D 328 | ASP | CB-CG-OD2 | 5.24 123.02 118.30
2 R 90 ASP | CB-CG-OD2 | 5.24 123.02 118.30
1 M 23 LEU | CB-CG-CD1 | -5.24 102.10 111.00
1 J 283 | ASP | CB-CG-OD2 | 5.23 123.01 118.30
1 J 41 ASP | CB-CG-OD2 | 5.23 123.01 118.30
1 B 121 | ASP | CB-CG-OD1 | 5.23 123.00 118.30
1 E 91 | THR | OG1-CB-CG2 | -5.22 97.99 110.00
1 F 295 | LEU CA-CB-CG 5.22 127.31 115.30
1 M 420 | ILE | CG1-CB-CG2 | -5.22 99.92 111.40
1 G 183 | LEU CA-CB-CG 0.21 127.29 115.30
1 E 334 | ASP | CB-CG-OD2 | 5.21 122.99 118.30
1 I 188 | ASP | CB-CG-OD2 | 5.21 122.99 118.30
1 A 138 | CYS CA-CB-SG 5.20 123.36 114.00
1 N 520 | MET CG-SD-CE 5.19 108.51 100.20
1 I 23 LEU | CB-CG-CD1 | -5.19 102.17 111.00
1 E 140 | ASP | CB-CG-OD2 | 5.19 122.97 118.30
1 J 155 | ASP | CB-CG-OD2 | 5.18 122.96 118.30
1 A 510 | VAL | CG1-CB-CG2 | -5.17 102.62 110.90
2 U 69 ASP | CB-CG-OD2 | 5.17 122.95 118.30
1 B 497 | THR | CA-CB-CG2 | -5.16 105.17 112.40
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 B 499 | VAL | CG1-CB-CG2 | 5.16 119.15 110.90
1 F 116 | LEU | CB-CG-CD1 | -5.16 102.23 111.00
2 T 8 ASP | CB-CG-OD2 | 5.15 122.94 118.30
1 N 179 | ASP | CB-CG-OD2 | 5.14 122.93 118.30
1 F 334 | ASP | CB-CG-OD2 | 5.14 122.92 118.30
1 A 41 ASP | CB-CG-OD2 | 5.14 122.92 118.30
1 A 87 ASP | OD1-CG-OD2 | -5.14 113.54 123.30
2 T 69 ASP | CB-CG-OD2 | 5.13 122.92 118.30
1 H 504 | LEU | CB-CG-CD2 | 5.13 119.72 111.00
1 N 359 | ASP | CB-CG-OD2 | 5.12 122.91 118.30
1 N 11 ASP | CB-CG-OD2 | 5.12 122.91 118.30
1 N 517 | THR | OG1-CB-CG2 | -5.11 98.25 110.00
1 D 167 | ASP | CB-CG-OD2 | 5.11 122.89 118.30
1 N 316 | ASP | CB-CG-OD2 | 5.10 122.89 118.30
1 J 517 | THR | OG1-CB-CG2 | -5.09 98.28 110.00
2 P 63 ASP | CB-CG-OD2 | 5.09 122.89 118.30
1 L 517 | THR | OG1-CB-CG2 | -5.09 98.30 110.00
2 S 69 ASP | CB-CG-OD2 | 5.09 122.88 118.30
1 K 196 | ASP | CB-CG-OD2 | 5.08 122.87 118.30
1 D 134 | LEU CB-CA-C -5.07 100.56 110.20
1 L 31 LEU | CB-CG-CD2 | -5.07 102.38 111.00
2 R 58 ASP | CB-CG-OD2 | 5.07 122.86 118.30
2 S 58 ASP | CB-CG-OD2 | 5.07 122.86 118.30
1 K 11 ASP | CB-CG-OD2 | 5.07 122.86 118.30
1 G 11 ASP | CB-CG-OD1 | -5.06 113.74 118.30
1 I 161 | LEU | CB-CG-CD2 | -5.06 102.40 111.00
1 I 283 | ASP | CB-CG-OD2 | 5.06 122.85 118.30
1 A 52 ASP | CB-CG-OD1 | 5.06 122.85 118.30
1 G 435 | ASP | CB-CG-OD2 | 5.05 122.85 118.30
1 H 11 ASP | CB-CG-OD2 | 5.05 122.85 118.30
2 P 69 ASP | CB-CG-OD2 | 5.05 122.85 118.30
2 U 90 ASP | CB-CG-OD2 | 5.05 122.85 118.30
1 D 02 ASP | CB-CG-OD2 | 5.05 122.85 118.30
1 G 501 | ARG | NE-CZ-NH2 5.05 122.83 120.30
1 A 224 | ASP | CB-CG-OD2 | 5.05 122.85 118.30
1 C 11 ASP | CB-CG-OD1 | -5.04 113.76 118.30
1 E 140 | ASP | CB-CG-OD2 | 5.04 122.84 118.30
1 H 13 | ARG | NE-CZ-NH2 | -5.04 117.78 120.30
1 D 49 ILE | CG1-CB-CG2 | -5.04 100.31 111.40
1 M 64 ASP | CB-CG-OD2 | 5.04 122.83 118.30
1 M 48 | THR | OG1-CB-CG2 | -5.04 98.42 110.00
1 G 456 | LEU | CB-CG-CD1 5.03 119.56 111.00

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 J 361 | ASP | CB-CG-OD2 | 5.03 122.83 118.30
1 K 155 | ASP | CB-CG-OD2 | 5.03 122.83 118.30
1 A 83 ASP | CB-CG-OD2 | 5.03 122.83 118.30
1 H 361 | ASP | CB-CG-OD2 | 5.03 122.83 118.30
1 G 334 | ASP | CB-CG-OD2 | 5.03 122.83 118.30
1 A 28 LYS CD-CE-NZ -5.03 100.14 111.70
1 L 13 | ARG | NE-CZ-NH2 | -5.01 117.80 120.30
1 C 458 | CYS CA-CB-SG -5.01 104.99 114.00
1 D 224 | ASP | CB-CG-OD2 | 5.01 122.81 118.30
1 M 32 GLY N-CA-C 5.00 125.61 113.10
1 G 451 | LEU CA-CB-CG 5.00 126.81 115.30
1 H 41 ASP | CB-CG-OD2 | 5.00 122.80 118.30

There are no chirality outliers.

All (8) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 43 SER | Peptide
1 H 32 GLY | Peptide
1 I 32 GLY | Peptide
1 J 32 GLY | Peptide
1 K 32 GLY | Peptide
1 L 32 GLY | Peptide
1 M 32 GLY | Peptide
1 N 32 GLY | Peptide

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 3855 0 3974 158 0
1 B 3855 0 3976 151 0
1 C 3855 0 3975 155 0
1 D 3855 0 3976 145 0
1 E 3855 0 3975 122 0
1 F 3855 0 3976 133 0
1 G 3855 0 3974 158 0

Continued on next page...
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Mol | Chain
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H(model)
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Symm-Clashes
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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 17.

All (2099) 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:N:288:MET:SD 1:N:288:MET:CE 2.01 1.46
1:F:114:MET:CE 1:F:114:MET:SD 2.02 1.46
1:1:447:-MET:SD 1:1:447-MET:.CE 2.05 1.45
1:K:16:MET:SD 1:K:16: MET:CE 2.05 1.45
1:J:288:MET:SD 1:J:288:-MET:CE 2.04 1.45
1:B:114:MET:SD 1:B:114:MET:CE 2.04 1.45
1:B:16:MET:CE 1:B:16:MET:SD 2.05 1.44
1:M:514:MET:CE 1:M:514:MET:SD 2.04 1.44
1:I:16:MET:CE 1:I:16:MET:SD 2.05 1.44
1:M:16:MET:SD 1:M:16:MET:CE 2.04 1.44
1:L:114:MET:CE 1:L:114:MET:SD 2.04 1.44
1:A:114:MET:SD 1:A:114:MET:CE 2.02 1.44
1:C:111:MET:CE 1:C:111:MET:SD 2.06 1.43
1:G:111:MET:CE 1:G:111:MET:SD 2.07 1.43
1:F:16:MET:CE 1:F:16:MET:SD 2.07 1.42
1:K:114:MET:CE 1:K:114:MET:SD 2.07 1.41
1:I:114:MET:CE 1:1:114:MET:SD 2.09 1.39
1:J:16:MET:CE 1:J:16:MET:SD 2.09 1.39
1:B:73:MET:SD 1:B:73:MET:CE 2.10 1.39

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

1:N:114:MET:CE 1:N:114:MET:SD 2.11 1.39
1:A:111:MET:SD 1:A:111:MET:CE 2.13 1.37
1:F:111:MET:CE 1:F:111:MET:SD 2.13 1.36
1:J:514:MET:CE 1:J:514:MET:SD 2.13 1.36
1:B:111:MET:CE 1:B:111:MET:SD 2.14 1.35
1:C:514:MET:SD 1:C:514:MET:CE 2.13 1.35
1:D:111:MET:SD 1:D:111:MET:CE 2.13 1.35
1:H:514:MET:SD 1:H:514:MET:CE 2.15 1.34
1:M:114:MET:CE 1:M:114:MET:SD 2.13 1.34
1:D:73:MET:SD 1:D:73:MET:CE 2.17 1.33
1:E:111:MET:SD 1:E:111:MET:CE 2.18 1.31
1:E:73:MET:SD 1:E:73:MET:CE 2.19 1.30
1:J:114:-MET:SD 1:J:114:-MET:CE 2.19 1.30
1:N:16:MET:SD 1:N:16:MET:CE 2.20 1.29
1:G:73:MET:SD 1:G:73:MET:CE 2.21 1.28
1:B:514¢:MET:CE 1:B:514:MET:SD 2.21 1.28
1:H:114:MET:CE 1:H:114:MET:SD 2.23 1.26
1:N:514:MET:CE 1:N:514:MET:SD 2.24 1.26
1:C:18:ARG:CB 1:C:18:ARG:HH11 1.52 1.23
1:A:73:MET:CE 1:A:73:MET:SD 2.27 1.23
1:F:73:MET:CE 1:F:73:MET:SD 2.27 1.22
1:C:430:ARG:HG2 | 1:C:430:ARG:HH11 1.06 1.17
1:C:73:MET:SD 1:C:73:MET:CE 2.32 1.16
1:G:430:ARG:HG2 | 1:G:430:ARG:HH11 1.10 1.16
1:C:18:ARG:NH1 1:C:18:ARG:HB3 1.60 1.15
1:M:404:ARG:HG2 | 1:M:404:ARG:HH11 1.05 1.14
1:I.77:VAL:HG21 1:1:510: VAL:HB 1.22 1.14
1:B:18:ARG:CB 1:B:18:ARG:HH11 1.61 1.13
1:F:430:ARG:HH11 | 1:F:430:ARG:HG2 1.04 1.13
1:B:18:ARG:HB3 1:B:18:ARG:NH1 1.64 1.11
1:G:90:THR:O 1:G:94:VAL:HG23 1.47 1.11
1:A:430:ARG:HG2 | 1:A:430:ARG:HH11 1.00 1.10
1:J:404:ARG:HH11 1:J:404:ARG:HG2 1.11 1.10
1:C:18:ARG:CG 1:C:18:ARG:HH11 1.65 1.10
1:H:404:ARG:HG2 | 1:H:404:ARG:HH11 1.11 1.09
1:D:430:ARG:HH11 | 1:D:430:ARG:HG2 1.16 1.09
1:B:430:ARG:HG2 | 1:B:430:ARG:HH11 1.05 1.07
1:1:444.LEU:HA 1:L:447-MET:HE3 1.33 1.06
1:F:18:ARG:HH11 1:F:18:ARG:CB 1.68 1.06
1:H:326:ASN:HD22 1:H:329: THR:HB 1.20 1.06
1:1:404:ARG:HH11 1:1:404:ARG:HG2 1.11 1.05

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

1:E:430:ARG:HH11 | 1:E:430:ARG:HG2 0.89 1.05
1:K:404:ARG:HG2 | 1:K:404:ARG:HH11 1.19 1.05
1:A:452: ARG:NH1 7:A:614:HOH:O 1.88 1.04
1:1:425:LYS:NZ 7:1:540:HOH:O 1.90 1.04
1:N:404:ARG:HH11 | 1:N:404:ARG:HG2 1.21 1.04
1:1:444:LEU:HD23 1:1:447-MET:CE 1.87 1.04
1:C:90:THR:O 1:C:94:VAL:HG23 1.56 1.03
1:K:77:VAL:HG21 1:K:510:VAL:HB 1.40 1.03
1:C:349:1LE:HA 1:C:352:GLN:HG3 1.41 1.02
1:D:349:1LE:HA 1:D:352:GLN:HG3 1.42 1.01
1:B:349:.ILE:HA 1:B:352:GLN:HG3 1.42 1.00
1:E:349:ILE:HA 1:E:352:GLN:HG3 1.43 1.00
1:D:18:ARG:CG 1:D:18:ARG:HH11 1.73 1.00
1:1:326:ASN:HD22 1:1:329: THR:HB 1.25 1.00
1:E:18:ARG:HH11 1:E:18:ARG:CB 1.74 1.00
1:1:404:ARG:HG2 | 1:L:404:ARG:HH11 1.26 1.00
1:A:18:ARG:CG 1:A:18:ARG:HH11 1.74 0.99
1:G:349:ILE:HA 1:G:352:GLN:HG3 1.41 0.99
1:J:326:ASN:HD22 1:J:329: THR:HB 1.26 0.98
1:E:18:ARG:CG 1:E:18:ARG:HH11 1.76 0.98
1:A:18:ARG:CB 1:A:18:ARG:HH11 1.76 0.98
1:N:326:ASN:HD22 1:N:329:THR:HB 1.23 0.98
1:1:326:ASN:HD22 1:1:329: THR:HB 1.26 0.98
1:E:430:ARG:NH1 1:E:430:ARG:HG2 1.65 0.97
1:G:18:ARG:CB 1:G:18:ARG:HH11 1.76 0.97
1:A:349:ILE:HA 1:A:352:GLN:HG3 1.44 0.97
1:F:18:ARG:NH1 1:F:18:ARG:HB3 1.79 0.97
2:T:50:GLU:HG2 2:U:51:ASN:HB2 1.47 0.97
1:A:430:ARG:NH1 1:A:430:ARG:HG2 1.72 0.97
1:E:138:CYS:HA 7:E:611:HOH:O 1.63 0.96
1:M:326:ASN:HD22 1:M:329: THR:HB 1.27 0.96
1:J:444:LEU:HA 1:J:447-MET:HE3 1.47 0.96
1:K:326:ASN:HD22 1:K:329:THR:HB 1.29 0.96
2:P:50:GLU:HG2 2:Q:51:ASN:HB2 1.47 0.95
1:E:430:ARG:CG 1:E:430:ARG:HH11 1.79 0.95
1:G:18:ARG:NH1 1:G:18:ARG:HB3 1.82 0.95
1:N:444:LEU:HA 1:N:447-MET:HE3 1.46 0.94
1:B:430:ARG:NH1 1:B:430:ARG:HG2 1.76 0.94
1:M:77:VAL:HG21 1:M:510: VAL:HB 1.50 0.93
1:D:18:ARG:CB 1:D:18:ARG:HH11 1.81 0.93
1:F:18:ARG:CG 1:F:18:ARG:HHI11 1.83 0.92
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:1:444:LEU:-HD23 1:I:447:-MET:HE1 1.50 0.92
1:F:349:1LE:HA 1:F:352: GLN:HG3 1.51 0.92
1:F:18:ARG:HB3 1:F:18:ARG:HH11 1.35 0.91
1:F:430:ARG:NH1 1:F:430:ARG:HG2 1.76 0.91
1:B:18:ARG:CG 1:B:18:ARG:HH11 1.83 0.91
1:C:430:ARG:NH1 1:C:430:ARG:HG2 1.77 0.91
2:5:50:GLU:HG2 2:T:51:ASN:HB2 1.53 0.91
1:K:65:LYS:O 1:K:66:PHE:HB?2 1.68 0.90
1:D:18:ARG:HG2 1:D:18:ARG:HH11 1.34 0.90
1:N:65:LYS:O 1:N:66:PHE:HB2 1.71 0.89
1:H:77:VAL:HG21 1:H:510:VAL:HB 1.54 0.89
1:A:18:ARG:HB3 1:A:18:ARG:NH1 1.87 0.89
1:D:18:ARG:HB3 1:D:18:ARG:NH1 1.88 0.89
1:M:404:ARG:NH1 | 1:M:404:ARG:HG2 1.86 0.88
1:M:425:LYS:NZ 7:M:532:HOH:O 2.06 0.88
1:C:510:VAL:CG1 1:C:514:MET:HE1 2.02 0.88
1:K:123:ALA:HB2 1:K:440:1LE:HG23 1.56 0.88
1:G:430:ARG:HG2 1:G:430:ARG:NH1 1.81 0.88
2:Q:50:GLU:HG2 2:R:51:ASN:HB2 1.55 0.87
1:B:90:THR:O 1:B:94:VAL:HG23 1.73 0.87
1:C:18:ARG:NH1 1:C:18:ARG:CB 2.23 0.86
1:C:349:ILE:HA 1:C:352:GLN:CG 2.05 0.86
1:C:414:GLY:O 1:C:417:VAL:HG12 1.75 0.86
1:N:77:-VAL:HG21 1:N:510:VAL:HB 1.57 0.86
1:B:349:.ILE:HA 1:B:352:GLN:CG 2.05 0.86
1:M:444:LEU:HA 1:M:447:MET:HE3 1.54 0.86
1:1:106:ALA:O 1:1:109:ALA:HB3 1.76 0.86
1:E:18:ARG:NH1 1:E:18:ARG:HB3 1.90 0.86
1:C:230:ILE:HD12 | 1:C:261:THR:HG21 1.56 0.86
1:1:444.LEU:HA 1:I:447-MET:HE3 1.58 0.86
1:A:414:GLY:O 1:A:417:VAL:HG12 1.76 0.85
1:G:349:ILE:HA 1:G:352:GLN:CG 2.05 0.85
1:F:90: THR:O 1:F:94:VAL:HG23 1.76 0.84
1:G:409:GLU:OE1 7:G:619:HOH:O 1.95 0.84
1:D:349:ILE:HA 1:D:352:GLN:CG 2.07 0.84
1:H:326:ASN:HD22 1:H:329: THR:CB 1.89 0.84
1:H:444.LEU:HD23 1:H:447:MET:CE 2.07 0.84
1:C:18:ARG:NH1 1:C:18:ARG:CG 2.38 0.84
1:K:444:LEU:HD23 1:K:447:MET:CE 2.08 0.84
1:B:18:ARG:HB3 1:B:18:ARG:HH11 1.23 0.84
1:1:404:ARG:HG2 1:1:404:ARG:NH1 1.92 0.83
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:18:ARG:HG2 1:A:18:ARG:HH11 1.39 0.83
1:K:444:LEU:HA 1:K:447:-MET:HE3 1.59 0.83
1:B:351:GLN:HE22 1:C:209:GLU:HB3 1.43 0.83
1:G:18:ARG:HH11 1:G:18:ARG:HB3 1.39 0.83
1:J:404:ARG:HG2 1:J:404:ARG:NH1 1.90 0.83
1:L:444:.LEU.HD23 1:L:447-MET:CE 2.08 0.83
1:G:230:ILE:HD12 | 1:G:261:THR:HG21 1.61 0.83
1:H:444:LEU:HA 1:H:447:MET:HE3 1.61 0.83
1:N:106:ALA:O 1:N:109:ALA:HB3 1.78 0.83
1:H:65:LYS:O 1:H:66:PHE:HB2 1.77 0.83
1:E:18:ARG:HH11 1:E:18:ARG:HG2 1.40 0.83
1:M:449:ALA:HB3 1:M:450:PRO:HD3 1.60 0.83
1:E:349:ILE:HA 1:E:352:GLN:CG 2.08 0.83
1:A:18:ARG:CB 1:A:18:ARG:NH1 2.41 0.82
1:A:349:ILE:HA 1:A:352:GLN:CG 2.09 0.82
1:C:514:MET:HB2 1:C:514:MET:HE3 1.61 0.82
1:1:65:LYS:O 1:1:66:PHE:HB2 1.76 0.82
1:1:349:.ILE:HA 1:1L:352: GLN:HG3 1.62 0.82
1:G:414:GLY:O 1:G:417:VAL:HG12 1.80 0.82
1:H:235:PRO:HG3 1:H:310:GLU:HA 1.60 0.82
1:M:404:ARG:CG | 1:M:404:ARG:HH11 1.90 0.82
1:K:131:LEU:HD12 | 1:K:422:VAL:HG11 1.62 0.82
1:B:230:ILE:HD12 | 1:B:261:THR:HG21 1.62 0.81
1:D:462:PRO:HD?2 7:D:608:HOH:O 1.81 0.81
1:A:510:VAL:HG12 | 1:A:514:MET:HE3 1.63 0.81
1:J:65:LYS:O 1:J:66:PHE:HB2 1.79 0.81
1:1:235:PRO:HG3 1:1:310:GLU:HA 1.61 0.81
1:1:349:ILE:HA 1:1:352:GLN:HG3 1.62 0.81
1:A:230:ILE:HD12 | 1:A:261:THR:HG21 1.63 0.81
2:0:50:GLU:HG2 2:P:51:ASN:HB2 1.61 0.81
1:C:206:ASN:HD21 1:C:214:GLU:H 1.29 0.81
1:E:18:ARG:NH1 1:E:18:ARG:CB 2.43 0.81
1:C:514:MET:HB2 1:C:514:MET:CE 2.12 0.80
1:J:235:PRO:HG3 1:J:310:GLU:HA 1.61 0.80
1:D:18:ARG:CB 1:D:18:ARG:NH1 2.43 0.80
1:E:230:ILE:HD12 1:E:261: THR:HG21 1.61 0.80
1:C:510:VAL:CG1 1:C:514:MET:CE 2.60 0.80
1:1:326:ASN:HD22 1:1:329: THR:CB 1.94 0.80
1:J:291:ASP:0OD2 1:J:368:ARG:HD2 1.81 0.80
1:F:230:ILE:HD12 1:F:261: THR:HG21 1.63 0.79
1:A:90:THR:O 1:A:94:VAL:HG23 1.82 0.79
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:H:349:ILE:HA 1:H:352: GLN:HG3 1.64 0.79
1:N:235:PRO:HG3 1:N:310:GLU:HA 1.62 0.79
1:F:414:GLY:O 1:F:417:-VAL:HG12 1.82 0.79
1:B:514:MET:CE 1:B:514:MET:HB2 2.12 0.79
1:C:18:ARG:HG2 1:C:18:ARG:HH11 1.47 0.79
1:M:235:PRO:HG3 1:M:310:GLU:HA 1.64 0.79
1:J:77:VAL:HG21 1:J:510:VAL:HB 1.65 0.79
1:L:131:LEU:HD12 | 1:L:422:VAL:HGI11 1.64 0.79
1:L:77:VAL:HG21 1:1L:510:VAL:HB 1.63 0.79
1:M:131:LEU:HD12 | 1:M:422:VAL:HG11 1.64 0.79
1:F:305:ILE:HG23 1:G:267:-MET:HG2 1.64 0.78
1:M:349:ILE:HA 1:M:352:GLN:HG3 1.65 0.78
1:A:234:LEU:O 1:A:238:GLU:HG3 1.83 0.78
1:D:430:ARG:NH1 1:D:430:ARG:HG2 1.84 0.78
1:D:230:ILE:HD12 | 1:D:261:THR:HG21 1.64 0.78
1:F:349:.1LE:HA 1:F:352:GLN:CG 2.13 0.78
1:N:383:ALA:HB3 1:N:389:MET:HB2 1.66 0.78
1:N:444.LEU:HD23 1:N:447:MET:CE 2.13 0.78
1:B:206:ASN:HD21 1:B:214:GLU:H 1.32 0.78
1:J:415:GLY:H 1:J:417:VAL:HG23 1.49 0.78
1:J:326:ASN:HD22 1:J:329:THR:CB 1.97 0.78
1:A:205:ILE:HA 1:A:213:VAL:HG22 1.66 0.77
1:D:234:LEU:O 1:D:238:GLU:HG3 1.83 0.77
1:G:18:ARG:CG 1:G:18:ARG:HH11 1.97 0.77
1:1:444.LEU:HA 1:1:447-MET:CE 2.13 0.77
1:L:235:PRO:HG3 1:L:310:GLU:HA 1.64 0.77
1:1:326:ASN:HD22 1:1:329: THR:CB 1.97 0.77
1:H:404:ARG:CG 1:H:404:ARG:HH11 1.94 0.77
1:1:455:VAL:HG11 1:1L:462:PRO:HA 1.63 0.77
1:K:235:PRO:HG3 1:K:310:GLU:HA 1.65 0.77
1:N:326:ASN:HD22 1:N:329: THR:CB 1.96 0.77
1:B:18:ARG:CB 1:B:18:ARG:NH1 2.33 0.77
1:I:131:LEU:HD12 1:1:422: VAL:HG11 1.66 0.77
1:B:259:LEU:O 1:B:263:VAL:HG23 1.85 0.77
1:C:325:ILE:HG22 | 1:C:330:THR:HG23 1.65 0.77
1:G:234:LEU:O 1:G:238:GLU:HG3 1.85 0.77
1:N:415:GLY:H 1:N:417:VAL:HG23 1.47 0.77
1:B:414:GLY:O 1:B:417:VAL:HG12 1.85 0.77
1:1:404:ARG:HH11 1:1:404:ARG:CG 1.92 0.77
1:E:414:GLY:O 1:E:417:VAL:HG12 1.85 0.76
1:J:383:ALA:HB3 1:J:380:MET:HB2 1.67 0.76
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Atom-1 Atom-2 distance (A) | overlap (A)

1:A:462:PRO:HD2 7:A:613:HOH:O 1.86 0.76
1:1L:32:GLY:HA2 1:L:454.1LE:HG23 1.68 0.76
1:A:430:ARG:CG 1:A:430:ARG:HH11 1.90 0.76
1:B:510:VAL:CG1 1:B:514:MET:CE 2.63 0.76
1:H:166:MET:HE3 1:H:171:LYS:HA 1.68 0.76
1:L:444:LEU:HD23 1:L:447:MET:HE3 1.67 0.76
1:M:32:GLY:HA2 1:M:454:ILE:HG23 1.68 0.76
1:B:510:VAL:CG1 1:B:514:MET:HE1 2.16 0.76
1:1:32: GLY:HA2 1:1:454:.1LE:HG23 1.67 0.76
2:0:51:ASN:HB2 2:U:50:GLU:HG2 1.68 0.76
1:D:452:ARG:NH1 7:D:609:HOH:O 2.18 0.76
1:E:430:ARG:NH1 1:E:430:ARG:CG 2.42 0.76
1:1:455: VAL:HG11 1:1:462:PRO:HA 1.67 0.76
1:G:510:VAL:HG12 | 1:G:514:MET:HE3 1.68 0.76
1:H:415:GLY:H 1:H:417:VAL:HG23 1.49 0.76
1:A:510:VAL:HG12 1:A:514:MET:CE 2.16 0.75
1:E:206:ASN:HD21 1:E:214:GLU:H 1.35 0.75
1:N:166:MET:HE3 1:N:171:LYS:HA 1.67 0.75
1:N:131:LEU:HD12 | 1:N:422:VAL:HG11 1.68 0.75
1:A:325:ILE:HG22 | 1:A:330:THR:HG23 1.69 0.75
1:B:325:ILE:HG22 | 1:B:330: THR:HG23 1.68 0.75
1:M:213:VAL:HB 1:M:325:ILE:HG12 1.69 0.75
1:N:444.LEU:HD23 | 1:N:447:MET:HE3 1.67 0.75
1:A:206:ASN:HD21 1:A:214:GLU:H 1.33 0.75
1:E:259:LEU:O 1:E:263:VAL:HG23 1.86 0.75
1:A:419:LEU:HG 1:A:447:-MET:HG2 1.67 0.75
1:B:514:MET:HB2 1:B:514:MET:HE3 1.68 0.74
1:C:510: VAL:HG13 | 1:C:514:MET:HE1 1.69 0.74
1:J:404:ARG:HH11 1:J:404:ARG:CG 1.95 0.74
1:K:444:LEU:HD23 | 1:K:447:-MET:HE3 1.68 0.74
1:M:326:ASN:HD22 1:M:329: THR:CB 1.99 0.74
1:E:260:ALA:O 1:E:264:VAL:HG23 1.86 0.74
1:J:425:LYS:NZ 7:J:537:-HOH:O 2.21 0.74
1:A:209:GLU:HB3 | 1:G:351:GLN:HE22 1.52 0.74
1:C:205:ILE:HA 1:C:213: VAL:HG22 1.70 0.74
1:E:325:ILE:HG22 | 1:E:330: THR:HG23 1.69 0.74
1:N:96:ALA:O 1:N:100:ILE:HG13 1.88 0.74
1:N:213:VAL:HB 1:N:325:ILE:HG12 1.70 0.74
1:G:205:ILE:HA 1:G:213:VAL:HG22 1.70 0.74
1:I:16:MET:CE 1:1:16:MET:HB2 2.18 0.74
1:1:415:GLY:H 1:1:417:VAL:HG23 1.53 0.74
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Atom-1 Atom-2 distance (A) | overlap (A)

1:L:213:VAL:HB 1:1:325:1LE:HG12 1.69 0.74
1:J:444:1LEU:HD23 1:J:447-MET:CE 2.18 0.74
1:D:90: THR:O 1:D:94:VAL:HG23 1.89 0.73
1:F:325:ILE:HG22 | 1:F:330:THR:HG23 1.69 0.73
1:N:65:LYS:O 1:N:66:PHE:CB 2.34 0.73
1:D:259:LEU:O 1:D:263:VAL:HG23 1.88 0.73
1:H:444:LEU:HD23 | 1:H:447:MET:HE3 1.69 0.73
1:H:123:ALA:HB2 1:H:440:ILE:HG23 1.69 0.73
1:K:455:VAL:HG11 1:K:462:PRO:HA 1.68 0.73
1:I:166:MET:HE3 1:1:171:LYS:HA 1.70 0.73
1:C:100:1ILE:HG13 1:C:511:ALA:HB1 1.70 0.73
1:L:65:LYS:O 1:L:66:PHE:HB?2 1.86 0.73
1:G:260:ALA:O 1:G:264:VAL:HG23 1.88 0.73
1:L:123:ALA:HB2 1:1:440:1LE:HG23 1.71 0.73
1:1:213:VAL:HB 1:1:325:1LE:HG12 1.71 0.73
1:K:166:MET:HE3 1:K:171:LYS:HA 1.71 0.73
1:K:326:ASN:HD22 1:K:329: THR:CB 2.02 0.73
1:K:349:ILE:HA 1:K:352:GLN:HG3 1.70 0.73
1:I:166: MET:CE 1:1:171:LYS:HA 2.19 0.72
1:F:260:ALA:O 1:F:264:VAL:HG23 1.89 0.72
1:L:511:ALA:O 1:L:515:ILE:HD12 1.88 0.72
1:K:230:ILE:HD12 | 1:K:261:THR:HG21 1.69 0.72
1:M:444.LEU:HD23 1:M:447:MET:CE 2.20 0.72
1:M:383:ALA:HB3 1:M:389:MET:HB2 1.72 0.72
1:H:32:GLY:HA2 1:H:454:ILE:HG23 1.72 0.72
1:C:510: VAL:HG13 1:C:514:MET:CE 2.20 0.72
1:K:32:GLY:HA2 1:K:454:1LE:HG23 1.72 0.72
1:F:366:GLN:O 1:F:369: VAL:HG22 1.90 0.72
1:K:96:ALA:O 1:K:100:ILE:HG13 1.89 0.72
1:M:428:ASP:HB2 7:M:534:HOH:O 1.90 0.72
1:H:230:ILE:HD12 | 1:H:261:THR:HG21 1.71 0.71
1:H:455:VAL:HG11 1:H:462:PRO:HA 1.72 0.71
1:G:325:ILE:HG22 | 1:G:330: THR:HG23 1.70 0.71
1:H:213:VAL:HB 1:H:325:ILE:HG12 1.71 0.71
1:J:131:LEU:HD12 1:J:422:VAL:HG11 1.70 0.71
1:G:206:ASN:HD21 1:G:214:GLU:H 1.37 0.71
1:J:149: THR:HG21 1:J:156:GLU:HA 1.73 0.71
1:K:213:VAL:HB 1:K:325:ILE:HG12 1.70 0.71
1:L:415:GLY:H 1:L:417:VAL:HG23 1.54 0.71
2:R:50:GLU:HG2 2:S:51:ASN:HB2 1.71 0.71
1:J:213:VAL:HB 1:J:325:ILE:HG12 1.70 0.71
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1:M:65:LYS:O 1:M:66:PHE:HB2 1.90 0.71
1:N:166:MET:CE 1:N:171:LYS:HA 2.21 0.71
1:D:366:GLN:O 1:D:369:VAL:HG22 1.90 0.71
1:1:149: THR:HG21 1:1:156:GLU:HA 1.73 0.71
1:L:126:ALA:HBI1 1:L:426:LEU:HD22 1.71 0.71
1:N:123:ALA:HB2 1:N:440:ILE:HG23 1.70 0.71
1:A:510:VAL:CG1 1:A:514:MET:HE1 2.21 0.71
1:E:234:LEU:O 1:E:238:GLU:HG3 1.91 0.71
1:F:486:GLY:HA3 1:F:491:MET:HE2 1.73 0.71
1:D:206:ASN:HD21 1:D:214:GLU:H 1.36 0.71
1:M:230:ILE:HD12 | 1:M:261: THR:HG21 1.72 0.71
1:C:260:ALA:O 1:C:264:VAL:HG23 1.91 0.71
1:D:18:ARG:HG2 1:D:18:ARG:NH1 2.06 0.71
1:H:404:ARG:HG2 1:H:404:ARG:NH1 1.91 0.71
1:J:349:ILE:HA 1:J:352:GLN:HG3 1.73 0.71
1:D:44:PHE:H 1:D:44:PHE:HD1 1.38 0.70
1:1:230:1ILE:HD12 1:1:261: THR:HG21 1.71 0.70
1:B:44:PHE:HD1 1:B:44:PHE:H 1.39 0.70
1:E:90: THR:O 1:E:94:VAL:HG23 1.90 0.70
1:B:260:ALA:O 1:B:264:VAL:HG23 1.92 0.70
1:F:234:LEU:O 1:F:238:GLU:HG3 1.91 0.70
1:G:270:ILE:HD13 2:U:27:LEU:HB3 1.74 0.70
1:M:149: THR:HG21 1:M:156:GLU:HA 1.73 0.70
1:N:291:ASP:OD2 1:N:368:ARG:HD2 1.92 0.70
1:J:166:MET:-HE3 1:J:171:LYS:HA 1.74 0.70
1:A:260:ALA:O 1:A:264:VAL:HG23 1.91 0.70
1:B:234:LEU:O 1:B:238:GLU:HG3 1.91 0.70
1:N:404:ARG:HH11 1:N:404:ARG:CG 2.01 0.70
1:C:270:ILE:HD13 2:Q:27:LEU:HB3 1.72 0.70
1:C:366:GLN:O 1:C:369:VAL:HG22 1.92 0.69
1:C:524:LEU:.CD2 1:C:525:PRO:HD2 2.23 0.69
1:F:259:LEU:O 1:F:263: VAL:HG23 1.91 0.69
1:G:42:LYS:HG2 1:G:44:PHE:CE2 2.26 0.69
1:E:205:ILE:HA 1:E:213:VAL:HG22 1.73 0.69
1:J:32:GLY:HA2 1:J:454:ILE:HG23 1.74 0.69
1:K:404:ARG:HG2 1:K:404:ARG:NH1 1.96 0.69
1:1:444:LEU:HD23 1:I:447-MET:HE3 1.74 0.69
1:A:259:LEU:O 1:A:263:VAL:HG23 1.93 0.69
1:B:366:GLN:O 1:B:369:VAL:HG22 1.92 0.69
1:C:44:PHE:HD1 1:C:44:PHE:H 1.37 0.69
1:I:16:MET:CE 1:I:16:MET:CB 2.70 0.69
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Atom-1 Atom-2 distance (A) | overlap (A)

1:1:385: THR:HG23 1:1:388:GLU:HB2 1.74 0.69
1:D:325:ILE:HG22 | 1:D:330: THR:HG23 1.74 0.69
1:C:430:ARG:NH1 1:C:430:ARG:CG 2.56 0.69
1:D:205:1LE:HA 1:D:213:VAL:HG22 1.75 0.69
1:D:260:ALA:O 1:D:264:VAL:HG23 1.92 0.69
1:F:18:ARG:HH11 1:F:18:ARG:HG2 1.57 0.69
1:J:96:ALA:O 1:J:100:ILE:HG13 1.93 0.69
1:J:123:ALA:HB2 1:J:440:ILE:HG23 1.75 0.69
1:M:172:GLU:HA 1:M:172:GLU:OE1 1.93 0.69
1:N:349:ILE:HA 1:N:352:GLN:HG3 1.75 0.69
1:A:74:VAL:O 1:A:77:VAL:HG13 1.93 0.68
1:C:234:LEU:O 1:C:238:GLU:HG3 1.92 0.68
1:1:65:LYS:O 1:1:66:PHE:CB 2.41 0.68
1:L:230:ILE:HD12 1:L:261: THR:HG21 1.74 0.68
1:B:205:1LE:HA 1:B:213:VAL:HG22 1.76 0.68
1:L:166:MET:HE3 1:L:171:LYS:HA 1.76 0.68
1:1:383:ALA:HB3 1:L:389:MET:HB2 1.75 0.68
1:F:486:GLY:HA3 1:F:491:MET:CE 2.23 0.68
1:1:123:ALA:HB2 1:1:440:1ILE:HG23 1.74 0.68
1:C:16:MET:O 1:C:20: VAL:HG23 1.94 0.68
1:G:430:ARG:NH1 1:G:430:ARG:CG 2.57 0.68
1:K:65:LYS:O 1:K:66:PHE:CB 2.38 0.68
1:N:326:ASN:ND2 1:N:329: THR:HB 2.05 0.68
1:A:430:ARG:CG 1:A:430:ARG:NH1 2.50 0.68
1:C:259:LEU:O 1:C:263:VAL:HG23 1.94 0.68
1:B:16:MET:HG3 1:B:520:MET:HE3 1.76 0.68
1:C:414:GLY:O 1:C:417:VAL:CG1 2.42 0.68
1:L:149: THR:HG21 1:L:156:GLU:HA 1.76 0.68
1:A:510:VAL:CG1 1:A:514:MET:CE 2.71 0.67
1:F:510:VAL:HG12 1:F:514:MET:HE3 1.76 0.67
1:H:421:ARG:HD2 1:H:474:GLY:O 1.94 0.67
1:B:419:LEU:HG 1:B:447-MET:HG2 1.75 0.67
1:C:65:LYS:HG2 7:C:606:HOH:O 1.94 0.67
1:D:414:GLY:O 1:D:417:VAL:HG12 1.94 0.67
1:H:449:ALA:HB3 1:H:450:PRO:HD3 1.74 0.67
1:B:524:.LEU:CD2 1:B:525:PRO:HD2 2.24 0.67
1:E:129:GLU:OE2 1:E:129:GLU:HA 1.93 0.67
1:M:96:ALA:O 1:M:100:ILE:HG13 1.95 0.67
1:C:125:THR:O 7:C:609:HOH:O 2.12 0.67
1:E:88:GLY:HA2 5:E:600:ADP:02B 1.95 0.67
1:F:510: VAL:CG1 1:F:514:MET:CE 2.72 0.67
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Atom-1 Atom-2 distance (A) | overlap (A)
1:N:126:ALA:HB1 1:N:426:LEU:HD22 1.77 0.67
1:N:452:ARG:HH11 | 1:N:452:ARG:HG2 1.58 0.67
2:U:7:HIS:O 2:U:8:ASP:HB3 1.94 0.67
1:E:486:GLY:HA3 1:E:491:MET:HE2 1.76 0.67
1:J:106:ALA:O 1:J:109:ALA:HB3 1.94 0.67
1:M:385: THR:HG23 | 1:M:388:GLU:HB2 1.76 0.67
1:M:166:MET:HE3 1:M:171:LYS:HA 1.77 0.67
1:A:365:LEU:O 1:A:369:VAL:HG13 1.95 0.66
1:E:18:ARG:HG2 1:E:18:ARG:NH1 2.05 0.66
1:F:430:ARG:CG 1:F:430:ARG:NH1 2.53 0.66
1:F:44:PHE:HD1 1:F:44:PHE:H 1.41 0.66
1:K:149:THR:HG21 1:K:156:GLU:HA 1.77 0.66
1:N:404:ARG:HG2 1:N:404:ARG:NH1 2.02 0.66
1:1:173:GLY:O 1:1:404:ARG:NH2 2.27 0.66
1:M:272:LYS:NZ 1:N:228:SER:HB3 2.10 0.66
1:C:44:PHE:CD1 1:C:44:PHE:N 2.62 0.66
1:H:434:GLU:N 7:H:536:HOH:O 1.93 0.66
1:E:486:GLY:HA3 1:E:491:MET:CE 2.25 0.66
2:R:7:HIS:O 2:R:8:ASP:HB3 1.95 0.66
1:C:417:VAL:HG11 | 1:C:488:MET:HG3 1.76 0.66
1:D:25:ASP:HA 1:D:28:LYS:HE2 1.77 0.66
1:G:270:1LE:CD1 2:U:27:LEU:HB3 2.26 0.66
1:C:365:LEU:O 1:C:369:VAL:HG13 1.96 0.66
1:H:131:LEU:HD12 | 1:H:422:VAL:HG11 1.78 0.66
1:.1:77:-VAL:HG12 1:I:78:ALA:N 2.09 0.66
1:J:166:MET:CE 1:J:171:LYS:HA 2.26 0.66
1:L:291:ASP:0OD2 1:L:368:ARG:HD2 1.96 0.66
2:T:50:GLU:HG2 2:U:51:ASN:CB 2.23 0.66
1:D:510:VAL:HG12 | 1:D:514:MET:HE3 1.78 0.66
1:J:415:GLY:N 1:J:417:VAL:HG23 2.11 0.66
1:M:419:LEU:HD12 | 1:M:447-MET:HB3 1.76 0.66
1:M:428:ASP:N 7:M:534:HOH:O 2.20 0.66
1:N:230:ILE:HD12 | 1:N:261:THR:HG21 1.77 0.66
1:K:16:MET:O 1:K:20: VAL:HG12 1.96 0.65
1:M:123:ALA:HB2 1:M:440:ILE:HG23 1.78 0.65
1:F:205:1ILE:HA 1:F:213:VAL:HG22 1.78 0.65
1:F:419:LEU:HG 1:F:447.MET:-HG2 1.78 0.65
1:M:421:ARG:HD2 1:M:474:GLY:O 1.95 0.65
1:N:173:GLY:O 1:N:404:ARG:NH2 2.29 0.65
1:E:366:GLN:O 1:E:369:VAL:HG22 1.96 0.65
1:1:149: THR:CG2 1:1:156:GLU:HA 2.26 0.65
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Atom-1 Atom-2 distance (A) | overlap (A)
1:J:172:GLU:HA 1:J:172:GLU:OE1 1.94 0.65
1:J:217:SER:N 1:J:218:PRO:HD3 2.12 0.65
2:P:7:HIS:NE2 2:P:48:1LE:HD11 2.12 0.65
1:C:448:GLU:O 1:C:452:ARG:HG3 1.95 0.65
1:C:524:LEU:HD23 1:C:525:PRO:HD2 1.77 0.65
1:D:44:PHE:N 1:D:44:PHE:CD1 2.65 0.65
1:G:44:PHE:H 1:G:44:PHE:HD1 1.41 0.65
1:G:415:GLY:O 1:G:451:LEU:HD23 1.96 0.65
2:S:7:HIS:O 2:S5:8:ASP:HB3 1.97 0.65
1:B:360: TYR:HA 1:B:363:GLU:HG2 1.78 0.65
1:B:44:PHE:CD1 1:B:44:PHE:N 2.65 0.65
1:B:74:VAL:O 1:B:77:VAL:HG13 1.95 0.65
1:E:54:VAL:O 1:E:58:ARG:HG3 1.96 0.65
1:F:206:ASN:HD21 1:F:214:GLU:H 1.43 0.65
1:F:524:LEU:CD2 1:F:525:PRO:HD?2 2.27 0.65
1:G:18:ARG:NH1 1:G:18:ARG:CB 2.46 0.65
1:L:444:.LEU:HD23 1:L:447:MET:HE1 1.78 0.65
1:A:415:GLY:O 1:A:451:LEU:HD23 1.97 0.65
1:1:452:ARG:HG2 | 1:L:452:ARG:HH11 1.60 0.65
1:G:366:GLN:O 1:G:369:VAL:HG22 1.95 0.65
1:A:345:ARG:HA 1:A:348:GLN:HE21 1.60 0.65
1:B:88:GLY:HA2 5:B:600:ADP:O2B 1.95 0.65
1:C:351:GLN:HE22 1:D:209:GLU:HB3 1.61 0.65
2:P:50:GLU:HG2 2:Q:51:ASN:CB 2.23 0.65
1:C:73:MET:SD 1:D:49:.ILE:HD11 2.38 0.64
1:G:259:LEU:O 1:G:263:VAL:HG23 1.96 0.64
2:T:50:GLU:CG 2:U:51:ASN:HB2 2.24 0.64
2:T:7:HIS:O 2:1T:8:ASP:HB3 1.97 0.64
1:B:510:VAL:HG12 1:B:514:MET:HE3 1.80 0.64
1:D:441:LYS:HB3 1:D:445:ARG:HH?21 1.62 0.64
1:K:421:ARG:HD?2 1:K:474.GLY:O 1.96 0.64
1:M:415:GLY:H 1:M:417:VAL:HG23 1.63 0.64
1:F:111:MET:HG2 | 1:F:116:LEU:HD21 1.78 0.64
1:I:16:MET:O 1:1:20: VAL:HG12 1.97 0.64
1:1:383:ALA:HB3 1:1:389:MET:HB2 1.80 0.64
1:J:230:ILE:HD12 1:J:261: THR:HG21 1.79 0.64
2:P:7:HIS:O 2:P:8:ASP:HB3 1.96 0.64
1:B:486:GLY:HA3 1:B:491:MET:HE2 1.79 0.64
1:1:172: GLU:HA 1:1:172:GLU:OE1 1.98 0.64
1:1:416:GLY:HA2 7:1:538:HOH:O 1.97 0.64
1:1:461:GLU:OE1 1:1:461:GLU:HA 1.96 0.64
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1:J:455:VAL:HG11 1:J:462:PRO:HA 1.79 0.64
1:N:415:GLY:N 1:N:417:VAL:HG23 2.12 0.64
1:B:190:VAL:HG11 1:B:194:GLN:NE2 2.12 0.64
1:D:111:MET:HG2 | 1:D:116:LEU:HD21 1.80 0.64
1:E:360: TYR:HA 1:E:363:GLU:HG2 1.78 0.64
1:J:173:GLY:O 1:J:404:ARG:NH2 2.31 0.64
1:L:126:ALA:CB 1:1:426:LEU:HD22 2.28 0.64
1:B:18:ARG:HH11 1:B:18:ARG:HG2 1.62 0.64
1:E:18:ARG:CG 1:E:18:ARG:NH1 2.46 0.64
1:F:125: THR:HG22 7:F:607:-HOH:O 1.98 0.64
2:T:7:HIS:HB2 2:T:46:GLY:O 1.98 0.64
1:B:430:ARG:NH1 1:B:430:ARG:CG 2.55 0.64
1:E:365:LEU:O 1:E:369:VAL:HG13 1.97 0.64
1:H:174:VAL:HB 1:H:376:VAL:HG22 1.80 0.64
1:H:66:PHE:HA 1:H:69:MET:HE3 1.80 0.64
1:1:217:SER:N 1:1:218:PRO:HD3 2.12 0.64
1:M:511:ALA:O 1:M:515:ILE:HD12 1.98 0.64
1:N:16:MET:HB2 1:N:16:MET:CE 2.28 0.64
1:H:415:GLY:N 1:H:417:VAL:HG23 2.13 0.63
1:J:149:THR:CG2 1:J:156:GLU:HA 2.28 0.63
1:D:74:VAL:O 1:D:77:VAL:HG13 1.98 0.63
1:1:272:LYS:NZ 1:J:228:SER:HB3 2.13 0.63
1:J:421:ARG:HD?2 1:J:474:GLY:O 1.98 0.63
1:N:223:ALA:O 1:N:251:ALA:HA 1.98 0.63
2:0:50:GLU:HG3 2:0:50:GLU:O 1.99 0.63
1:A:486:GLY:HA3 1:A:491:MET:CE 2.29 0.63
1:B:486:GLY:HA3 1:B:491:MET:CE 2.28 0.63
1:H:106:ALA:O 1:H:109:ALA:HB3 1.99 0.63
1:H:149: THR:HG21 1:H:156:GLU:HA 1.81 0.63
1:1:449:ALA:HB3 1:1:450:PRO:HD3 1.79 0.63
1:J:16:MET:O 1:J:20:VAL:HG12 1.98 0.63
1:L:421:ARG:NH2 7:L:537:HOH:O 2.10 0.63
2:U:T:HIS:HB2 2:U:46:GLY:O 1.98 0.63
1:D:518:GLU:O 1:D:518:GLU:HG3 1.99 0.63
1:H:65:LYS:O 1:H:66:PHE:CB 2.44 0.63
1:M:444.LEU:HD23 | 1:M:447:-MET:HE3 1.79 0.63
1:G:365:LEU:O 1:G:369:VAL:HG13 1.98 0.63
1:J:444:LEU:HD23 1:J:447-MET:HE3 1.80 0.63
1:F:510: VAL:CG1 1:F:514:MET:HE1 2.28 0.63
1:H:326:ASN:ND2 1:H:329: THR:HB 2.02 0.63
1:A:366:GLN:O 1:A:369:VAL:HG22 1.97 0.63
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Atom-1 Atom-2 distance (A) | overlap (A)
1:H:444:LEU:HD23 | 1:H:447:MET:HE1 1.80 0.63
1:I:488:-MET:HE3 1:1:493:ILE:HG21 1.81 0.63
1:M:173:GLY:O 1:M:404:ARG:NH2 2.32 0.63
1:E:16:MET:O 1:E:20:VAL:HG23 1.99 0.62
1:G:345:ARG:HA 1:G:348:GLN:HE21 1.63 0.62
1:1:421:ARG:HD2 1:1:474:GLY:O 1.98 0.62
1:M:27:VAL:HG11 1:M:93: THR:HG21 1.81 0.62
1:F:360: TYR:HA 1:F:363:GLU:HG2 1.80 0.62
1:1:415:GLY:N 1:1:417:VAL:HG23 2.14 0.62
1:F:365:LEU:O 1:F:369:VAL:HG13 1.99 0.62
1:1:221:LEU:HD23 1:1:249:1LE:HG23 1.82 0.62
1:1:174:VAL:HB 1:1:376: VAL:HG22 1.80 0.62
1:C:206:ASN:ND2 1:C:214:GLU:H 1.95 0.62
1:E:419:LEU:HG 1:E:447:-MET:HG2 1.81 0.62
1:G:33:PRO:HA 1:G:153:ASN:HD21 1.64 0.62
1:J:126:ALA:HB1 1:J:426:LEU:HD22 1.80 0.62
1:K:149: THR:CG2 1:K:156:GLU:HA 2.29 0.62
2:U:50:GLU:HG3 2:U:50:GLU:O 1.99 0.62
1:C:416:GLY:HA2 7:C:623:HOH:O 1.98 0.62
1:E:150:ILE:CD1 1:E:492:GLY:O 2.47 0.62
1:G:360: TYR:HA 1:G:363:GLU:HG2 1.82 0.62
1:H:217:SER:N 1:H:218:PRO:HD3 2.14 0.62
1:L:217:SER:N 1:L:218:PRO:HD3 2.14 0.62
1:1:415:GLY:N 1:1L:417:VAL:HG23 2.13 0.62
1:N:172:GLU:OE1 1:N:172:GLU:HA 2.00 0.62
1:N:174:VAL:HB 1:N:376:VAL:HG22 1.82 0.62
1:H:16:MET:O 1:H:20:VAL:HG12 2.00 0.62
1:M:455:VAL:HG11 1:M:462:PRO:HA 1.80 0.62
2:Q:7:HIS:O 2:QQ:8:ASP:HB3 1.99 0.62
1:D:448:GLU:HB3 1:D:452:ARG:HD?2 1.81 0.62
1:E:359:ASP:0O 1:E:363:GLU:OE2 2.18 0.62
2:Q:50:GLU:HG3 2:Q:50:GLU:O 2.00 0.62
2:U:7:HIS:NE2 2:U:48:ILE:HD11 2.15 0.62
1:F:44:PHE:CD1 1:F:44:PHE:N 2.67 0.62
2:P:50:GLU:HG3 2:P:50:GLU:O 2.00 0.62
1:C:18:ARG:HG2 1:C:18:ARG:NH1 2.11 0.62
1:C:284:ARG:HH11 1:C:364:LYS:HD2 1.64 0.62
1:C:518:GLU:HG3 1:C:518:GLU:O 2.00 0.62
2:0:74:LYS:HD2 2:U:68:ASN:ND2 2.15 0.62
1:C:270:ILE:CD1 2:Q:27:LEU:HB3 2.29 0.62
1:A:414:GLY:O 1:A:417:VAL:CG1 2.46 0.61
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:J:444:LEU:HD23 1:J:447:-MET:-HE1 1.81 0.61
1:A:206:ASN:ND2 1:A:214:GLU:H 1.98 0.61
1:E:150:ILE:HD11 1:E:492:GLY:O 2.00 0.61
1:F:74:VAL:O 1:F:77:VAL:HG13 2.00 0.61
1:J:452:ARG:HG2 1:J:452:ARG:HH11 1.66 0.61
1:C:444:LEU:O 1:C:447:MET:HB2 1.99 0.61
1:K:16:MET:CE 1:K:16:MET:HB2 2.30 0.61
1:L:149: THR:HG23 1:L:159:GLY:HA3 1.80 0.61
1:M:426:LEU:CD1 | 1:M:444:.LEU:HD21 2.30 0.61
1:A:270:1ILE:HD13 2:0:27:LEU:HB3 1.82 0.61
1:B:359:ASP:0O 1:B:363:GLU:OE2 2.18 0.61
1:C:111:MET:HG2 | 1:C:116:LEU:HD21 1.82 0.61
2:T:7:HIS:NE2 2:T:48:ILE:HD11 2.15 0.61
1:B:28:LYS:HD?2 1:B:453:GLN:NE2 2.16 0.61
1:L:77:VAL:HG12 1:L:78:ALA:N 2.14 0.61
2:Q:7:HIS:HB2 2:Q:46:GLY:O 2.00 0.61
1:A:103:GLY:HA3 1:A:515:ILE:HG21 1.83 0.61
1:F:486:GLY:CA 1:F:491:MET:HE2 2.31 0.61
1:G:44:PHE:N 1:G:44:PHE:CD1 2.67 0.61
1:1:149: THR:CG2 1:1:159:GLY:HA3 2.30 0.61
1:N:32:GLY:HA2 1:N:454:ILE:HG23 1.82 0.61
1:C:360: TYR:HA 1:C:363:GLU:HG2 1.82 0.61
1:F:18:ARG:NH1 1:F:18:ARG:CB 2.41 0.61
1:1:291:ASP:0OD2 1:1:368: ARG:HD2 2.01 0.61
1:1L:404:ARG:HG2 1:1:404:ARG:NH1 2.01 0.61
1:A:18:ARG:HG2 1:A:18:ARG:NH1 2.07 0.61
1:A:44:PHE:CD1 1:A:44:PHE:N 2.68 0.61
1:C:441:LYS:HB3 1:C:445:ARG:HH21 1.65 0.61
1:C:514:MET:CG 1:C:514:MET:CE 2.79 0.61
1:D:27:VAL:HG12 1:D:90:THR:HG23 1.83 0.61
1:1:426: LEU:CD1 1:1:444:LEU:HD21 2.31 0.61
1:J:326:ASN:ND2 1:J:329: THR:HB 2.08 0.61
1:1:326:ASN:ND2 1:L:329: THR:HB 2.08 0.61
1:D:510:VAL:CG1 1:D:514:-MET:CE 2.78 0.60
1:K:106:ALA:O 1:K:109:ALA:HB3 2.01 0.60
1:L:149:THR:CG2 1:L:156:GLU:HA 2.31 0.60
1:C:415:GLY:O 1:C:451:LEU:HD23 2.01 0.60
1:G:420:ILE:HD13 1:G:448:GLU:HG2 1.83 0.60
1:H:413:ALA:HB1 1:H:417:VAL:HB 1.83 0.60
2:0:7:HIS:NE2 2:0:48:ILE:HD11 2.16 0.60
1:J:145:ALA:O 1:J:149:THR:HG23 2.02 0.60
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Atom-1 Atom-2 distance (A) | overlap (A)
1:H:385: THR:HG23 | 1:H:388:GLU:HB2 1.83 0.60
1:M:145:ALA:O 1:M:149: THR:HG23 2.01 0.60
1:M:149: THR:CG2 1:M:156:GLU:HA 2.31 0.60
2:5:50:GLU:O 2:5:50:GLU:HG3 2.01 0.60
1:C:54:VAL:O 1:C:58:ARG:HG3 2.02 0.60
1:D:16:MET:O 1:D:20:VAL:HG23 2.01 0.60
1:D:365:LEU:O 1:D:369:VAL:HG13 2.00 0.60
1:F:359:ASP:O 1:F:363:GLU:OE2 2.20 0.60
1:1:107:VAL:HG11 1:1:515:ILE:HG23 1.84 0.60
1:M:326:ASN:ND2 1:M:329: THR:HB 2.09 0.60
1:N:413:ALA:HB1 1:N:417:VAL:HB 1.83 0.60
1:B:217:SER:N 1:B:218:PRO:HD3 2.17 0.60
1:G:284:ARG:HH11 1:G:364:LYS:HD2 1.66 0.60
1:N:149: THR:HG21 1:N:156:GLU:HA 1.84 0.60
1:B:16:MET:CG 1:B:520:MET:HE3 2.32 0.60
1:D:360: TYR:HA 1:D:363:GLU:HG2 1.83 0.60
1:M:73:-MET:HE1 1:M:514:MET:HG2 1.83 0.60
2:0:6:LEU:O 2:0:7:HIS:O 2.19 0.60
1:A:486:GLY:HA3 1:A:491:MET:HE1 1.84 0.60
1:N:217:SER:N 1:N:218:PRO:HD3 2.17 0.60
1:A:236:VAL:O 1:A:240:VAL:HG23 2.02 0.59
1:D:13:ARG:HD2 1:D:104:LEU:HD22 1.84 0.59
1:G:90:THR:O 1:G:94:VAL:CG2 2.38 0.59
1:1:326:ASN:ND2 1:1:329: THR:HB 2.07 0.59
1:L:107:VAL:HG11 1:L:515:ILE:HG23 1.83 0.59
2:T:50:GLU:O 2:T:50:GLU:HG3 2.00 0.59
1:A:16:MET:HG3 1:A:520:MET:HE3 1.84 0.59
1:A:441:LYS:HB3 1:A:445:ARG:HH21 1.67 0.59
1:A:44:PHE:H 1:A:44:PHE:HD1 1.47 0.59
1:C:359:ASP:O 1:C:363:GLU:OE2 2.20 0.59
1:N:426:LEU:CD1 1:N:444:.LEU:HD21 2.32 0.59
1:M:47:PRO:HG2 1:N:73:-MET:HG3 1.83 0.59
1:B:16:MET:CG 1:B:16:MET:CE 2.80 0.59
1:B:510:VAL:HG13 1:B:514:MET:CE 2.32 0.59
1:B:510:VAL:CG1 1:B:514:MET:HE3 2.30 0.59
1:D:345:ARG:HA 1:D:348:GLN:HE21 1.67 0.59
2:S5:6:LEU:O 2:5:7:HIS:O 2.20 0.59
1:E:522: THR:OG1 1:E:523:ASP:N 2.35 0.59
1:E:524:LEU:CD2 1:E:525:PRO:HD2 2.33 0.59
1:M:444:LEU:HA 1:M:447:MET:CE 2.30 0.59
1:A:217:SER:N 1:A:218:PRO:HD3 2.18 0.59
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Atom-1 Atom-2 distance (A) | overlap (A)
1:B:18:ARG:CG 1:B:18:ARG:NH1 2.55 0.59
1:K:444:LEU:HD23 | 1:K:447:MET:HE1 1.83 0.59
1:L:65:LYS:O 1:L:66:PHE:CB 2.49 0.59
1:M:217:SER:N 1:M:218:PRO:HD3 2.17 0.59
1:M:461:GLU:HA 1:M:461:GLU:OE1 2.01 0.59
1:N:455:VAL:HG13 1:N:460:GLU:HB2 1.83 0.59
1:B:305:ILE:HG23 1:C:267:MET:HG2 1.83 0.59
1:1:149: THR:HG23 1:1:159:GLY:HA3 1.84 0.59
1:N:421:ARG:HD2 1:N:474:GLY:O 2.03 0.59
1:N:449:ALA:HB3 1:N:450:PRO:HD3 1.83 0.59
2:P:50:GLU:CG 2:Q:51:ASN:HB2 2.28 0.59
1:A:360: TYR:HA 1:A:363:GLU:HG2 1.85 0.59
1:D:284:ARG:HH11 1:D:364:LYS:HD2 1.68 0.59
1:D:512:GLY:O 1:D:515:ILE:HG13 2.02 0.59
1:D:6:VAL:CG2 1:D:6:VAL:O 2.50 0.59
1:F:270:ILE:HG22 1:F:271: VAL:HG23 1.82 0.59
1:A:267:-MET:HG2 1:G:305:ILE:HG23 1.85 0.59
1:D:135:SER:HB2 1:D:497: THR:OG1 2.02 0.59
1:E:345:ARG:HA 1:E:348:GLN:HE21 1.68 0.59
1:E:510:VAL:CG1 1:E:514:-MET:CE 2.81 0.59
1:M:166:MET:CE 1:M:171:LYS:HA 2.33 0.59
1:N:126:ALA:CB 1:N:426:LEU:HD22 2.33 0.59
1:B:206:ASN:ND2 1:B:214.GLU:H 1.98 0.59
1:E:217:SER:N 1:E:218:PRO:HD3 2.17 0.59
1:K:16:MET:CE 1:K:16:MET:CB 2.81 0.59
1:K:217:SER:N 1:K:218:PRO:HD3 2.17 0.59
2:0:7:HIS:O 2:0:8:ASP:HB3 2.02 0.59
1:B:345:ARG:HA 1:B:348:GLN:HE21 1.68 0.59
1:G:511:ALA:O 1:G:515:ILE:HG12 2.02 0.59
1:G:510:VAL:CG1 1:G:514:MET:CE 2.81 0.59
1:M:149: THR:HG22 | 1:M:159:GLY:HA3 1.85 0.59
1:M:65:LYS:O 1:M:66:PHE:CB 2.51 0.59
2:P:7:HIS:HB2 2:P:46:GLY:O 2.01 0.59
2:R:50:GLU:O 2:R:50:GLU:HG3 2.03 0.58
1:D:461:GLU:OE2 1:J:452:ARG:NH2 2.35 0.58
1:1:145:ALA:O 1:L:149: THR:HG23 2.04 0.58
1:M:339:GLU:O 1:M:343:GLN:HB2 2.03 0.58
1:N:455:VAL:HG11 1:N:462:PRO:HA 1.84 0.58
1:F:200:LEU:HD21 1:F:277:LYS:HG3 1.85 0.58
1:1:126:ALA:HB1 1:1:426:LEU:HD22 1.86 0.58
2:T:6:LEU:O 2:T:7:HIS:O 2.22 0.58
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Atom-1 Atom-2 distance (A) | overlap (A)
1:H:173:GLY:O 1:H:404:ARG:NH2 2.36 0.58
1:C:100:1ILE:HG13 1:C:511:ALA:CB 2.33 0.58
1:E:44:PHE:H 1:E:44:PHE:HD1 1.50 0.58
1:D:88:GLY:N 6:D:602:AF3:F2 2.26 0.58
1:K:65:LYS:HA 7:K:528: HOH:O 2.02 0.58
1:A:18:ARG:CG 1:A:18:ARG:NH1 2.45 0.58
1:A:284:ARG:HH11 1:A:364:LYS:HD2 1.69 0.58
1:B:265:ASN:HA 1:B:270:ILE:HD12 1.84 0.58
1:1:11:ASP:OD1 1:1:11:ASP:N 2.35 0.58
1:J:404:ARG:CG 1:J:404:ARG:NH1 2.60 0.58
1:J:449:ALA:HB3 1:J:450:PRO:HD3 1.86 0.58
1:L:172:GLU:HA 1:1L:172:GLU:OE1 2.03 0.58
1:M:101:THR:HG22 | 1:M:102:GLU:OE1 2.03 0.58
1:C:520:MET:HG2 1:D:39:VAL:HB 1.86 0.58
1:E:206:ASN:ND2 1:E:214:GLU:H 2.00 0.58
1:F:88:GLY:HA2 5:F:600:ADP:0O2B 2.04 0.58
1:L:62:LEU:N 1:L:68:ASN:OD1 2.33 0.58
1:M:404:ARG:NH1 1:M:404:ARG:CG 2.57 0.58
1:B:42:LYS:HG2 1:B:44:PHE:CE2 2.39 0.58
1:B:365:LEU:O 1:B:369:VAL:HG13 2.04 0.57
1:B:414:GLY:O 1:B:417:VAL:CG1 2.52 0.57
1:D:444:LEU:O 1:D:447-MET:HB2 2.04 0.57
1:E:415:GLY:O 1:E:451:LEU:HD23 2.04 0.57
1:K:383:ALA:HB3 1:K:389:MET:-HB2 1.86 0.57
1:N:385: THR:HG23 | 1:N:388:GLU:HB2 1.85 0.57
1:N:451:LEU:O 1:N:452:ARG:C 2.39 0.57
1:E:351:GLN:HE22 1:F:209:GLU:HB3 1.68 0.57
1:F:217:SER:N 1:F:218:PRO:HD3 2.20 0.57
1:M:223:ALA:O 1:M:251:ALA:HA 2.03 0.57
1:C:33:PRO:HA 1:C:153:ASN:HD21 1.67 0.57
1:D:415:GLY:O 1:D:451:LEU:HD23 2.04 0.57
1:G:359:ASP:0O 1:G:363:GLU:OE2 2.21 0.57
1:G:417:VAL:HG11 | 1:G:483:MET:HG3 1.86 0.57
2:S:7-HIS:NE2 2:S5:48:ILE:HD11 2.19 0.57
1:B:33:PRO:HA 1:B:153:ASN:HD21 1.69 0.57
1:H:172:GLU:OE1 1:H:172:GLU:HA 2.04 0.57
1:1:444:.LEU.CD2 1:I:447:MET:HE1 2.28 0.57
1:L:149: THR:CG2 1:L:159:GLY:HA3 2.33 0.57
1:B:284:ARG:HH11 1:B:364:LYS:HD2 1.69 0.57
1:D:419:LEU:HG 1:D:447:MET:HG2 1.87 0.57
1:E:270:ILE:HG22 1:E:271:VAL:HG23 1.84 0.57
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Atom-1 Atom-2 distance (A) | overlap (A)
1:H:326:ASN:HB2 1:H:329: THR:H 1.70 0.57
1:N:87:ASP:0D2 7:N:530:HOH:O 2.17 0.57
1:B:351:GLN:NE2 1:C:209:GLU:HB3 2.17 0.57
1:D:417:-VAL:HG11 | 1:D:488:MET:HG3 1.85 0.57
1:G:510:VAL:HG12 1:G:514:MET:CE 2.33 0.57
1:H:145:ALA:O 1:H:149: THR:HG23 2.04 0.57
1:1:339:GLU:O 1:1:343:GLN:HB2 2.05 0.57
1:L:166:MET:CE 1:L:171:LYS:HA 2.34 0.57
2:0:7:HIS:HB2 2:0:46:GLY:O 2.03 0.57
2:R:7:HIS:NE2 2:R:48:ILE:HD11 2.20 0.57
1:A:143:ALA:HA 1:A:146:GLN:HE21 1.70 0.57
1:D:206:ASN:ND2 1:D:214:GLU:H 2.02 0.57
1:E:190:VAL:HG11 1:E:194:GLN:NE2 2.19 0.57
1:F:345:ARG:HA 1:F:348:GLN:HE21 1.69 0.57
1:H:149: THR:CG2 1:H:156:GLU:HA 2.35 0.57
1:1:27:-VAL:HG11 1:1:93: THR:HG21 1.85 0.57
1:K:339:GLU:O 1:K:343:GLN:HB2 2.05 0.57
1:L:173:GLY:O 1:1:404:ARG:NH2 2.36 0.57
1:D:510:VAL:CG1 1:D:514:MET:HE1 2.35 0.57
1:L:201:SER:C 1:L:203:TYR:H 2.08 0.57
1:M:149:THR:CG2 | 1:M:159:GLY:HA3 2.34 0.57
1:M:201:SER:C 1:M:203:TYR:H 2.08 0.57
1:N:145:ALA:O 1:N:149: THR:HG23 2.05 0.57
1:A:143:ALA:HA 1:A:146:GLN:NE2 2.20 0.57
1:C:74:VAL:O 1:C:77:VAL:HG13 2.05 0.57
1:H:291:ASP:OD2 1:H:368:ARG:HD2 2.04 0.57
1:N:66:PHE:H 1:N:69:MET:HG3 1.69 0.57
2:Q:6:LEU:O 2:Q:7:HIS:O 2.22 0.57
2:S:7:HIS:HB2 2:5:46:GLY:O 2.05 0.57
1:B:524:LEU:HD22 1:B:525:PRO:HD2 1.86 0.57
1:K:173:GLY:O 1:K:404:ARG:NH2 2.36 0.57
2:Q:7:HIS:NE2 2:Q:48:1LE:HD11 2.19 0.57
1:E:289:LEU:HA 1:E:292:ILE:HD12 1.87 0.56
1:G:486:GLY:HA3 1:G:491:MET:CE 2.34 0.56
1:L:90:THR:O 1:L:94:VAL:HG23 2.05 0.56
2:R:6:LEU:O 2:R:7:HIS:O 2.23 0.56
1:D:217:SER:N 1:D:218:PRO:HD3 2.19 0.56
1:E:284:ARG:HH11 1:E:364:LYS:HD2 1.70 0.56
1:F:150:ILE:HD11 1:F:492:GLY:O 2.04 0.56
1:F:510: VAL:CG1 1:F:514:MET:HE3 2.35 0.56
1:F:522: THR:0G1 1:F:523:ASP:N 2.37 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)
1:1:444:LEU.CD2 1:1:447-MET:CE 2.75 0.56
1:J:493:ILE:O 1:J:493:ILE:HG22 2.04 0.56
1:N:149: THR:CG2 1:N:156:GLU:HA 2.35 0.56
2:P:6:LEU:O 2:P:7:HIS:O 2.22 0.56
1:A:54:VAL:O 1:A:58: ARG:HG3 2.05 0.56
1:G:143:ALA:HA 1:G:146:GLN:NE2 2.20 0.56
1:1:447:MET:CE 1:1:447-MET:CG 2.83 0.56
1:B:194:GLN:HG3 1:B:331: THR:HB 1.87 0.56
1:K:166:MET:CE 1:K:171:LYS:HA 2.35 0.56
2:U:6:LEU:O 2:U:7:HIS:O 2.23 0.56
1:E:33:PRO:HA 1:E:153:ASN:HD21 1.70 0.56
1:G:486:GLY:HA3 1:G:491:MET:HE2 1.87 0.56
1:H:426:LEU:CD1 1:H:444:LEU:HD21 2.36 0.56
1:K:201:SER:C 1:K:203: TYR:H 2.09 0.56
1:L:213:VAL:HB 1:L:325:.1LE:CG1 2.36 0.56
1:B:417:VAL:HG11 | 1:B:488:MET:HG3 1.88 0.56
1:H:27:VAL:HG11 1:H:93: THR:HG21 1.86 0.56
1:K:172:GLU:OFE1 1:K:172:GLU:HA 2.06 0.56
1:F:236:VAL:O 1:F:240:VAL:HG23 2.05 0.56
1:1:325:1ILE:HG22 1:1:330: THR:HG23 1.88 0.56
1:L:16:MET:O 1:L:20: VAL:HG12 2.05 0.56
1:M:100:ILE:HG22 | 1:M:104:LEU:HD22 1.88 0.56
1:M:11:ASP:0OD1 1:M:11:ASP:N 2.37 0.56
1:M:197:ARG:HD2 1:M:277:LYS:HB2 1.88 0.56
1:M:16:MET:O 1:M:20:VAL:HG12 2.06 0.56
1:N:16:MET:O 1:N:20:VAL:HG12 2.05 0.56
1:1:65:LYS:HA 7:1:529:HOH:O 2.06 0.56
1:L:106:ALA:O 1:L:109:ALA:HB3 2.06 0.56
1:N:107:VAL:HG11 1:N:515:ILE:HG23 1.87 0.56
1:C:217:SER:N 1:C:218:PRO:HD3 2.20 0.56
1:F:486:GLY:C 1:F:491:MET:HE2 2.27 0.56
1:1:96:ALA:O 1:I:100:ILE:HG13 2.06 0.56
1:F:63:GLU:O 1:F:63:GLU:HG2 2.06 0.55
1:H:426:LEU:HD12 | 1:H:444:LEU:HD21 1.88 0.55
1:J:34:LYS:HB2 1:J:458:CYS:SG 2.46 0.55
1:N:16:MET:CB 1:N:16:MET:CE 2.85 0.55
2:U:40:VAL:HB 2:U:62:GLY:H 1.71 0.55
1:D:270:ILE:HG22 | 1:D:271:VAL:HG23 1.86 0.55
1:1:426:LEU:HD12 1:1:444:LEU:HD21 1.86 0.55
1:K:351:GLN:HA 1:K:354:GLU:HG2 1.88 0.55
1:N:434:GLU:CB 7:N:529:HOH:O 2.54 0.55
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1:A:42:LYS:HG2 1:A:44:PHE:CE2 2.41 0.55
1:B:430:ARG:NH2 7:B:609:-HOH:O 2.24 0.55
1:D:524:LEU:CD2 1:D:525:PRO:HD2 2.37 0.55
1:F:417:-VAL:HG11 1:F:488:MET:HG3 1.88 0.55
1:G:265:ASN:HA 1:G:270:ILE:HD12 1.88 0.55
1:J:223:ALA:O 1:J:251:ALA:HA 2.07 0.55
1:K:223:ALA:O 1:K:251:ALA:HA 2.06 0.55
1:N:433:ASN:HB3 1:N:436:GLN:H 1.71 0.55
1:N:444.LEU:HD23 | 1:N:447:MET:HE1 1.87 0.55
1:E:44:PHE:N 1:E:44:.PHE:CD1 2.74 0.55
1:E:510:VAL:HG12 1:E:514:MET:HE3 1.89 0.55
1:G:54:VAL:O 1:G:58:ARG:HG3 2.07 0.55
1:L:27:VAL:HG11 1:1:93: THR:HG21 1.87 0.55
1:M:291:ASP:0OD2 1:M:368:ARG:HD2 2.07 0.55
2:R:96:GLU:OE1 2:5:4:ARG:HD3 2.07 0.55
1:C:25:ASP:HA 1:C:28:LYS:HE?2 1.87 0.55
1:C:419:.LEU:HG 1:C:447-MET:HG2 1.88 0.55
1:C:510: VAL:HG12 1:C:514:MET:CE 2.35 0.55
1:1:455:VAL:HG13 1:1:460:GLU:HB2 1.89 0.55
1:J:339:GLU:O 1:J:343:GLN:HB2 2.07 0.55
1:H:511:ALA:O 1:H:515:ILE:HD12 2.07 0.55
1:1:34:LYS:HB2 1:1:458:CYS:SG 2.47 0.55
1:B:486:GLY:CA 1:B:491:MET:HE2 2.37 0.55
1:B:510:VAL:HG12 1:B:514:MET:CE 2.34 0.55
1:B:305:ILE:HG12 1:C:267:-MET:CE 2.37 0.55
1:C:510:VAL:CG1 1:C:514:MET:HE3 2.36 0.55
1:G:18:ARG:HH11 1:G:18:ARG:HG2 1.71 0.55
1:G:441:LYS:HB3 1:G:445:ARG:HH21 1.71 0.55
1:M:106:ALA:O 1:M:109:ALA:HB3 2.06 0.55
1:N:201:SER:C 1:N:203:TYR:H 2.10 0.55
1:A:477:GLY:HA3 1:A:488:MET:SD 2.46 0.55
1:C:147:VAL:HG12 1:C:494:LEU:HB2 1.88 0.55
1:D:430:ARG:CG 1:D:430:ARG:NH1 2.61 0.55
1:E:74:VAL:O 1:E:77:VAL:HG13 2.06 0.55
1:H:351:GLN:HA 1:H:354:GLU:HG2 1.89 0.55
1:1:444.LEU:HA 1:L:447:-MET:CE 2.23 0.55
1:C:200:LEU:HD21 1:C:277:LYS:HG3 1.89 0.55
1:C:514:MET:CB 1:C:514:MET:CE 2.84 0.55
1:G:129:GLU:HA 1:G:129:GLU:OE2 2.05 0.55
1:H:201:SER:C 1:H:203: TYR:H 2.10 0.55
1:J:488:MET:HE3 1:J:493:ILE:HG21 1.88 0.55
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1:K:426:LEU:CD1 1:K:444:LEU:HD21 2.37 0.55
1:B:524:LEU:HD23 1:B:525:PRO:HD2 1.89 0.55
1:M:426:LEU:HD12 | 1:M:444:.LEU:HD21 1.88 0.55
1:M:449:ALA:HB3 1:M:450:PRO:CD 2.36 0.55
1:B:270:ILE:HG22 1:B:271:VAL:HG23 1.88 0.54
1:C:270:ILE:HG22 1:C:271:VAL:HG23 1.88 0.54
1:G:200:LEU:HD21 1:G:277:LYS:HG3 1.87 0.54
1:H:96:ALA:O 1:H:100:ILE:HG13 2.07 0.54
1:H:166:MET:CE 1:H:171:LYS:HA 2.35 0.54
1:K:213:VAL:HB 1:K:325:1LE:CG1 2.37 0.54
1:M:413:ALA:HB1 1:M:417:VAL:HB 1.89 0.54
1:N:221:LEU:HD23 | 1:N:249:ILE:HG23 1.87 0.54
1:D:236:VAL:O 1:D:240:VAL:HG23 2.07 0.54
1:D:326:ASN:HD22 1:D:329: THR:HB 1.71 0.54
1:E:510:VAL:CG1 1:E:514:MET:HE1 2.37 0.54
1:1:197:ARG:HD2 1:1:277:LYS:HB2 1.88 0.54
1:K:404:ARG:NH1 1:K:404:ARG:CG 2.67 0.54
1:M:272:LYS:HZ1 1:N:228:SER:HB3 1.72 0.54
2:P:47:ARG:HD3 2:P:49:LEU:HD12 1.88 0.54
1:C:466:ALA:O 1:C:467:ASN:C 2.44 0.54
1:F:18:ARG:NH1 1:F:18:ARG:CG 2.54 0.54
1:F:486:GLY:CA 1:F:491:MET:CE 2.85 0.54
1:1:100:ILE:HG22 1:1:104:LEU:HD22 1.89 0.54
1:J:201:SER:C 1:J:203:TYR:H 2.09 0.54
1:L:106:ALA:O 1:L:111:MET:HE3 2.07 0.54
1:L:415:GLY:CA 1:L:417:VAL:HG23 2.37 0.54
1:D:143:ALA:HA 1:D:146:GLN:NE2 2.23 0.54
1:K:326:ASN:ND2 1:K:329:THR:HB 2.11 0.54
1:K:413:ALA:HB1 1:K:417:VAL:HB 1.90 0.54
1:1:163:ALA:O 1:L:167:ASP:HB2 2.08 0.54
1:M:16:MET:HG2 1:M:70:GLY:HA2 1.87 0.54
1:N:33:PRO:CA 7:N:535:HOH:O 2.55 0.54
1:A:270:ILE:HG22 | 1:A:271:VAL:HG23 1.89 0.54
1:C:65:LYS:CG 7:C:606:HOH:O 2.53 0.54
1:G:217:SER:N 1:G:218:PRO:HD3 2.23 0.54
1:G:270:ILE:HG22 | 1:G:271:VAL:HG23 1.88 0.54
1:K:325:ILE:HG22 | 1:K:330: THR:HG23 1.90 0.54
1:H:149: THR:CG2 1:H:159:GLY:HA3 2.38 0.54
1:1:85:ALA:HB1 1:1:499:VAL:HB 1.88 0.54
1:J:514:MET:CG 1:J:514:-MET:CE 2.85 0.54
1:N:325:ILE:HG22 | 1:N:330: THR:HG23 1.88 0.54
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1:B:326:ASN:HD22 1:B:329: THR:HB 1.71 0.54
1:G:289:LEU:HA 1:G:292:ILE:HD12 1.89 0.54
1:A:13:ARG:HD2 1:A:104:LEU:HD22 1.89 0.54
1:B:305:ILE:O 1:B:305:.1LE:HG22 2.07 0.54
1:E:228:SER:O 1:E:257:GLU:HB3 2.07 0.54
1:E:486:GLY:CA 1:E:491:MET:HE2 2.38 0.54
1:1L:47:PRO:HG2 1:M:73:MET:HG3 1.90 0.54
1:D:200:LEU:HD21 1:D:277:LYS:HG3 1.90 0.54
1:D:510:VAL:CG1 1:D:514:MET:HE3 2.38 0.54
1:E:25:ASP:HA 1:E:28:LYS:HE2 1.89 0.54
1:G:414:GLY:O 1:G:417:VAL:CG1 2.52 0.54
2:T:40:VAL:HB 2:T:62:GLY:H 1.73 0.54
1:A:22:VAL:HG11 1:A:62:LEU:HD11 1.90 0.54
1:G:206:ASN:ND2 1:G:214:GLU:H 2.04 0.54
1:H:383:ALA:HB3 1:H:389:MET:HB2 1.89 0.54
1:H:432:GLN:H 1:H:436:GLN:NE2 2.06 0.54
1:1:421:ARG:HD2 1:1:474:GLY:O 2.07 0.54
1:M:514:MET:CG 1:M:514:MET:CE 2.84 0.54
1:E:236:VAL:O 1:E:240:VAL:HG23 2.07 0.53
1:F:147:VAL:HG12 1:F:494.LEU:HB2 1.90 0.53
1:G:219:PHE:HB3 | 1:G:317:.LEU:HD23 1.89 0.53
1:I:16:MET:HE2 1:1:16:MET:HB2 1.88 0.53
1:1:451:LEU:O 1:1:452:ARG:C 2.46 0.53
1:A:448:GLU:HB3 1:A:452:ARG:HD2 1.90 0.53
1:D:78:ALA:HB2 1:D:93: THR:OG1 2.09 0.53
1:F:16:MET:O 1:F:20:VAL:HG23 2.08 0.53
1:J:90: THR:O 1:J:94:VAL:HG23 2.08 0.53
1:K:145:ALA:O 1:K:149: THR:HG23 2.08 0.53
1:K:511:ALA:O 1:K:515:ILE:HD12 2.07 0.53
1:K:62:LEU:N 1:K:68:ASN:OD1 2.33 0.53
2:Q:40:VAL:HB 2:Q:62:GLY:H 1.74 0.53
1:A:172:GLU:HA 1:A:172:GLU:OE1 2.08 0.53
1:B:522: THR:OG1 1:B:523:ASP:N 2.40 0.53
1:B:54:VAL:O 1:B:58:ARG:HG3 2.08 0.53
1:L:66:PHE:O 1:L:67:GLU:C 2.47 0.53
1:J:325:ILE:HG22 1:J:330: THR:HG23 1.91 0.53
1:1:223:ALA:O 1:1:251:ALA:HA 2.09 0.53
1:A:305:ILE:HD12 1:A:307:MET:HE2 1.91 0.53
1:F:18:ARG:NH1 1:F:18:ARG:HG2 2.23 0.53
2:R:7:HIS:HB2 2:R:46:GLY:O 2.08 0.53
1:C:482: THR:O 1:C:483:GLU:HB2 2.08 0.53
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1:K:198:GLY:HA3 1:K:327:LYS:O 2.08 0.53
1:G:444:LEU:O 1:G:447:-MET:HB2 2.08 0.53
1:1:201:SER.:C 1:1:203: TYR:H 2.12 0.53
1:J:149:THR:HG23 1:J:159:GLY:HA3 1.91 0.53
1:K:27:VAL:HG11 1:K:93: THR:HG21 1.91 0.53
1:N:197:ARG:HD2 1:N:277:LYS:HB2 1.91 0.53
1:B:200:LEU:HD21 1:B:277:LYS:HG3 1.90 0.53
1:G:22: VAL:HG11 1:G:62:.LEU:HD11 1.91 0.53
1:J:455:VAL:HG13 1:J:460:GLU:HB2 1.91 0.53
1:K:149: THR:CG2 1:K:159:GLY:HA3 2.39 0.53
1:M:16:MET:CE 1:M:16:MET:HB2 2.39 0.53
2:0:50:GLU:CG 2:P:51:ASN:HB2 2.34 0.53
2:U:.78:ILE:HD13 2:U:83:VAL:HG21 1.91 0.53
1:C:265:ASN:HA 1:C:270:ILE:HD12 1.90 0.53
1:D:219:PHE:HB3 1:D:317:LEU:HD23 1.90 0.53
1:F:289:LEU:HA 1:F:292:.1LE:HD12 1.92 0.53
1:K:221:LEU:HD23 | 1:K:249:1LE:HG23 1.90 0.53
1:M:437:ASN:HA 1:M:440:ILE:HD12 1.92 0.53
1:N:339:GLU:O 1:N:343:GLN:HB2 2.08 0.53
1:B:16:MET:HB3 1:B:16:MET:CE 2.38 0.52
1:D:31:LEU:HD23 1:D:453: GLN:HB3 1.89 0.52
1:F:510: VAL:HG13 1:F:514:MET:CE 2.40 0.52
1:H:213:VAL:HB 1:H:325:.ILE:CG1 2.39 0.52
1:M:444.LEU:HD23 | 1:M:447-MET:HE1 1.90 0.52
1:E:265:ASN:HA 1:E:270:ILE:HD12 1.90 0.52
1:1:223:ALA:O 1:1:251:ALA:HA 2.09 0.52
1:J:16:MET:CE 1:J:16:MET:HB2 2.39 0.52
1:J:351:GLN:HA 1:J:354:GLU:HG2 1.92 0.52
1:M:461:GLU:HB3 1:M:464:VAL:HB 1.91 0.52
1:A:359:ASP:O 1:A:363:GLU:OE2 2.26 0.52
1:E:230:ILE:CD1 1:E:261: THR:HG21 2.38 0.52
1:F:482: THR:O 1:F:483:GLU:HB2 2.09 0.52
1:G:172:GLU:OE1 1:G:172:GLU:HA 2.09 0.52
1:G:510:VAL:CG1 1:G:514:MET:HE3 2.38 0.52
1:H:494:LEU:O 1:H:494:LEU:HD12 2.09 0.52
1:1L:201:SER:O 1:1:203:TYR:N 2.43 0.52
1:H:149: THR:HG23 | 1:H:159:GLY:HA3 1.92 0.52
1:H:444:LEU:HA 1:H:447:MET:CE 2.35 0.52
1:B:150:ILE:CD1 1:B:492:GLY:O 2.58 0.52
1:D:18:ARG:CG 1:D:18:ARG:NH1 2.45 0.52
1:E:510:VAL:CG1 1:E:514:MET:HE3 2.39 0.52
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1:1:339:GLU:O 1:1:343:GLN:HB2 2.10 0.52
1:A:153:ASN:O 1:A:154:SER:HB2 2.09 0.52
1:C:305:1LE:HG12 1:D:267:-MET:CE 2.39 0.52
1:E:466:ALA:O 1:E:467:ASN:C 2.47 0.52
1:F:54:VAL:O 1:F:58:ARG:HG3 2.09 0.52
1:K:97:GLN:O 1:K:97:GLN:HG2 2.09 0.52
1:L:106:ALA:CA 1:L:111:MET:HE3 2.40 0.52
1:L:351:GLN:HA 1:1:354:GLU:HG2 1.91 0.52
1:A:228:SER:O 1:A:257:GLU:HB3 2.09 0.52
1:G:28:LYS:HD?2 1:G:453:GLN:NE2 2.25 0.52
1:H:180:GLY:HA3 1:H:381:VAL:O 2.09 0.52
1:J:66:PHE:O 1:J:67:GLU:C 2.48 0.52
1:A:76:GLU:O 1:A:76:GLU:HG2 2.09 0.52
1:H:451:LEU:O 1:H:452:ARG:C 2.46 0.52
1:1:120:ILE:O 1:1:124:VAL:HG23 2.10 0.52
1:J:419:LEU:HD12 1:J:447-MET:HB3 1.90 0.52
1:K:449:ALA:HB3 1:K:450:PRO:HD3 1.92 0.52
1:L:49:ILE:HD12 1:M:513:LEU:HD23 1.92 0.52
1:A:219:PHE:HB3 | 1:A:317:LEU:HD23 1.92 0.52
5:A:600:ADP:PB 6:A:602:AF3:F2 2.58 0.52
1:C:345:ARG:HA 1:C:348:GLN:HE21 1.73 0.52
1:D:265:ASN:HA 1:D:270:1ILE:HD12 1.92 0.52
1:C:305:1LE:HG12 1:D:267-MET:HE3 1.92 0.52
1:D:359:ASP:O 1:D:363:GLU:OE2 2.28 0.52
1:D:54:VAL:O 1:D:58:ARG:HG3 2.09 0.52
1:F:305:ILE:HG12 1:G:267:MET:HE3 1.92 0.52
1:G:100:ILE:HG13 1:G:511:ALA:HB1 1.91 0.52
1:G:510:VAL:CG1 1:G:514:MET:HE1 2.39 0.52
1:H:452:ARG:HH11 | 1:H:452:ARG:HG2 1.74 0.52
1:M:107:VAL:HG11 | 1:M:515:ILE:HG23 1.92 0.52
1:B:150:ILE:HD11 1:B:492:GLY:O 2.10 0.52
1:C:42:LYS:HG2 1:C:44:PHE:CE2 2.45 0.52
1:1:419:LEU:HD12 1:1:447:-MET:HB3 1.92 0.52
1:J:197:ARG:HD2 1:J:277:LYS:HB2 1.91 0.52
1:J:415:GLY:CA 1:J:417:VAL:HG23 2.40 0.52
1:N:33:PRO:HA 7:N:535:HOH:O 2.08 0.52
1:A:524:LEU:CD2 1:A:525:PRO:HD2 2.40 0.51
1:C:510: VAL:HG12 1:C:514:MET:HE3 1.91 0.51
1:D:486:GLY:C 1:D:491:MET:HE2 2.31 0.51
1:H:514:MET:CG 1:H:514:MET:CE 2.87 0.51
1:J:426:LEU:CD1 1:J:444:LEU:HD21 2.40 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)
1:J:511:ALA:O 1:J:515:ILE:HD12 2.09 0.51
2:U:16:GLU:HB2 2:U:19:THR:OG1 2.11 0.51
1:A:33:PRO:HA 1:A:153:ASN:HD21 1.75 0.51
1:B:289:LEU:HA 1:B:292:ILE:HD12 1.92 0.51
1:C:219:PHE:HB3 1:C:317:LEU:HD23 1.91 0.51
1:G:228:SER:O 1:G:257:GLU:HB3 2.10 0.51
1:1:44:PHE:HD1 1:1:44:PHE:H 1.58 0.51
2:T:16:GLU:HB2 2:T:19:'THR:OG1 2.10 0.51
1:C:194:GLN:HG3 1:C:331:THR:HB 1.92 0.51
1:D:6:VAL:HG23 1:D:6:VAL:O 2.09 0.51
1:E:200:LEU:HD21 1:E:277:LYS:HG3 1.93 0.51
1:E:512:GLY:O 1:E:515:ILE:HG13 2.10 0.51
1:J:413:ALA:HB1 1:J:417:VAL:HB 1.92 0.51
1:K:44:PHE:HD1 1:K:44:PHE:H 1.59 0.51
1:L:103:GLY:O 1:L:106:ALA:HB3 2.11 0.51
1:1:413:ALA:HB1 1:1:417:VAL:HB 1.91 0.51
1:M:120:ILE:O 1:M:124:VAL:HG23 2.10 0.51
1:N:149: THR:HG23 | 1:N:159:GLY:HA3 1.92 0.51
2:0:50:GLU:O 2:0:51:ASN:HB3 2.10 0.51
1:A:194:GLN:HG3 1:A:331:THR:HB 1.92 0.51
1:C:305:1LE:HG23 1:D:267:MET:HG2 1.92 0.51
1:H:221:LEU:HD23 | 1:H:249:ILE:HG23 1.92 0.51
1:H:461:GLU:HB3 1:H:464:VAL:HB 1.93 0.51
1:M:421:ARG:CD 1:M:474:GLY:O 2.58 0.51
1:M:66:PHE:H 1:M:69:MET:HG3 1.75 0.51
1:N:44:PHE:HD1 1:N:44:PHE:H 1.58 0.51
2:R:50:GLU:O 2:R:51:ASN:HB3 2.11 0.51
1:A:25:ASP:HA 1:A:28:LYS:HE2 1.93 0.51
1:C:230:ILE:CD1 1:C:261: THR:HG21 2.34 0.51
1:H:11:ASP:N 1:H:11:ASP:OD1 2.44 0.51
1:H:326:ASN:HD22 | 1:H:329:THR:CG2 2.24 0.51
1:1:198:GLY:O 1:1:276:VAL:HG12 2.10 0.51
1:1:452: ARG:HH11 1:1:452: ARG:HG2 1.75 0.51
1:K:180:GLY:HA3 1:K:381:VAL:O 2.11 0.51
1:A:326:ASN:HD22 1:A:329:THR:HB 1.75 0.51
1:B:228:SER:O 1:B:257:GLU:HB3 2.11 0.51
1:B:466:ALA:O 1:B:467:ASN:C 2.48 0.51
1:B:76:GLU:O 1:B:76:GLU.:HG2 2.11 0.51
1:C:522: THR:0G1 1:C:523:ASP:N 2.41 0.51
1:E:130:GLU:O 1:E:133:ALA:HB3 2.11 0.51
1:1:62:LEU:N 1:1:68:ASN:OD1 2.33 0.51

Continued on next page...




Page 65

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:J:197:ARG:HG3 1:J:277:LYS:O 2.11 0.51
1:A:16:MET:CG 1:A:520:MET:HE3 2.41 0.51
1:A:487:ASN:O 1:A:491:MET:HG3 2.10 0.51
1:B:486:GLY:CA 1:B:491:MET:CE 2.89 0.51
1:D:284:ARG:NH1 1:D:364:LYS:HD2 2.26 0.51
1:F:33:PRO:HA 1:F:153:ASN:HD21 1.75 0.51
1:F:23:LEU:O 1:F:24:ALA:C 2.49 0.51
1:1:415:GLY:CA 1:1:417:VAL:HG23 2.41 0.51
1:A:16:MET:O 1:A:20:VAL:HG23 2.11 0.51
1:C:103:GLY:O 1:C:106:ALA:N 2.41 0.51
1:C:486:GLY:HA3 1:C:491:MET:CE 2.41 0.51
1:G:172:GLU:OE2 1:G:350:ARG:CZ 2.59 0.51
1:K:228:SER:O 1:K:257:GLU:HB3 2.10 0.51
1:M:419:LEU:HD22 | 1:M:500:THR:CG2 2.41 0.51
2:1T:47:ARG:HD3 2:T:49:LEU:HD12 1.93 0.51
1:1:82: ASN:HB2 1:I1:89: THR:OG1 2.11 0.51
1:J:106:ALA:CA 1:J:111:MET:HE3 2.41 0.51
1:L:65:LYS:HA 7:L:529:HOH:O 2.11 0.51
2:Q:47:ARG:HD3 2:Q:49:LEU:HD12 1.91 0.51
5:C:600:ADP:PB 6:C:602:AF3:F2 2.59 0.51
1:D:150:ILE:HD11 1:D:492:GLY:O 2.11 0.51
1:F:512:GLY:O 1:F:515:ILE:HG13 2.10 0.51
1:G:305:ILE:HD12 1:G:307:MET:HE2 1.93 0.51
1:J:172:GLU:OFE1 1:J:172:GLU:CA 2.58 0.51
1:J:174:VAL:HB 1:J:376:VAL:HG22 1.93 0.51
1:K:415:GLY:H 1:K:417:VAL:HG23 1.76 0.51
1:L:64:ASP:O 1:L:65:LYS:O 2.29 0.51
1:M:90:THR:O 1:M:94:VAL:HG23 2.11 0.51
1:N:149: THR:CG2 1:N:159:GLY:HA3 2.40 0.51
1:M:39:VAL:HB 1:N:520:MET:HG2 1.92 0.51
2:U:47:ARG:HD3 2:U:49:LEU:HD12 1.93 0.51
1:B:25:ASP:HA 1:B:28:LYS:HE2 1.93 0.50
1:D:461:GLU:OE1 1:J:463:SER:HB3 2.12 0.50
1:G:25:ASP:HA 1:G:28:LYS:HE?2 1.92 0.50
1:H:197:ARG:HD2 1:H:277:LYS:HB2 1.92 0.50
1:J:65:LYS:O 1:J:66:PHE:CB 2.44 0.50
1:N:351:GLN:HA 1:N:354:GLU:HG2 1.93 0.50
1:A:417:VAL:HG11 | 1:A:488:MET:HG3 1.92 0.50
1:B:16:MET:O 1:B:20:VAL:HG23 2.11 0.50
1:B:415:GLY:O 1:B:451:LEU:HD23 2.12 0.50
1:D:100:ILE:HG13 1:D:511:ALA:HB1 1.92 0.50
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Atom-1 Atom-2 distance (A) | overlap (A)
1:D:194:GLN:HG3 1:D:331:THR:HB 1.93 0.50
1:G:6:VAL:O 1:G:6:VAL:CG2 2.57 0.50
1:H:201:SER:O 1:H:203: TYR:N 2.44 0.50
1:L:106:ALA:HA 1:L:111:MET:CE 2.41 0.50
1:M:100:ILE:CG2 1:M:104:LEU:HD22 2.40 0.50
1:C:27:VAL:HG12 1:C:90: THR:HG23 1.92 0.50
1:C:88:GLY:HA2 5:C:600:ADP:O2B 2.12 0.50
1:F:206:ASN:ND2 1:F:214:GLU:H 2.08 0.50
1:F:111:MET:HG3 1:F:435:ASP:OD1 2.11 0.50
1:1:106:ALA:HA 1:I:111:MET:CE 2.41 0.50
1:K:444:LEU:HA 1:K:447:-MET:CE 2.36 0.50
1:L:325:ILE:HG22 1:L:330: THR:HG23 1.93 0.50
1:A:365:LEU:CD2 | 1:A:368:ARG:HH21 2.25 0.50
1:D:228:SER:O 1:D:257:GLU:HB3 2.11 0.50
1:F:524:LEU:HD23 1:F:525:PRO:HD?2 1.92 0.50
1:1:106:ALA:HA 1:I:111:MET:HE3 1.92 0.50
1:A:345:ARG:O 1:A:348:GLN:HB2 2.12 0.50
1:A:486:GLY:C 1:A:491:MET:HE2 2.32 0.50
1:A:486:GLY:CA 1:A:491:MET:CE 2.89 0.50
1:F:414:GLY:O 1:F:417:VAL:CG1 2.58 0.50
1:F:305:ILE:HG12 1:G:267:MET:CE 2.41 0.50
1:G:414:GLY:HA2 1:G:495:ASP:0D2 2.11 0.50
1:1:272:LYS:HZ1 1:J:228:SER:HB3 1.75 0.50
1:K:291:ASP:OD2 1:K:368:ARG:HD?2 2.11 0.50
1:K:385:THR:HG23 | 1:K:388:GLU:HB2 1.93 0.50
1:L:404:ARG:CG 1:L:404:ARG:NH1 2.72 0.50
1:N:228:SER:O 1:N:257:GLU:HB3 2.11 0.50
2:P:78:ILE:HD13 2:P:83:VAL:HG21 1.93 0.50
1:D:270:ILE:HD13 2:R:27:LEU:HB3 1.94 0.50
1:E:417:-VAL:HG11 1:E:488:-MET:HG3 1.94 0.50
1:E:414:GLY:HA?2 1:E:495:ASP:0D2 2.12 0.50
1:F:265:ASN:HA 1:F:270:ILE:HD12 1.92 0.50
1:H:325:ILE:HG22 | 1:H:330: THR:HG23 1.93 0.50
1:1:158:VAL:HG13 1:1:396: VAL:HG22 1.93 0.50
1:J:66:PHE:H 1:J:69:MET:HG3 1.76 0.50
1:M:213:VAL:HB 1:M:325:ILE:CG1 2.39 0.50
1:M:44:PHE:HD1 1:M:44:PHE:H 1.59 0.50
2:P:50:GLU:O 2:P:51:ASN:HB3 2.12 0.50
1:D:511:ALA:O 1:D:515:ILE:HG12 2.11 0.50
1:N:66:PHE:O 1:N:67:GLU:C 2.49 0.50
1:C:326:ASN:HD22 1:C:329:THR:HB 1.77 0.50
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Atom-1 Atom-2 distance (A) | overlap (A)

1:E:524:LEU:HD22 1:E:525:PRO:HD2 1.93 0.50
1:I:16:MET:CE 1:I:16:MET:CG 2.90 0.50
1:1:461:GLU:HB3 1:1:464:VAL:HB 1.94 0.50
2:R:40:VAL:HB 2:R:62:GLY:H 1.76 0.50
2:S:11:ILE:HD12 2:5:42:ALA:HB3 1.94 0.50
1:A:482:THR:O 1:A:483:GLU:HB2 2.11 0.50
1:C:236:VAL:O 1:C:240:VAL:HG23 2.12 0.50
1:F:524:LEU:HD22 1:F:525:PRO:HD?2 1.92 0.50
1:G:284:ARG:NH1 1:G:364:LYS:HD2 2.27 0.50
1:H:326:ASN:HB2 1:H:329: THR:HB 1.93 0.50
1:1:106:ALA:CA 1:I:111:MET:HE3 2.42 0.50
1:K:149:THR:HG23 | 1:K:159:GLY:HA3 1.93 0.50
1:1:426:LEU:CD1 1:L:444:.LEU:HD21 2.42 0.50
1:E:326:ASN:HD22 1:E:329: THR:HB 1.76 0.49
1:J:106:ALA:HA 1:.J:111:-MET:CE 2.42 0.49
1:J:106:ALA:HA 1:J:111:MET:HE3 1.93 0.49
1:J:385:THR:HG23 1:J:388:GLU:HB2 1.94 0.49
1:M:455:VAL:HG13 | 1:M:460:GLU:HB2 1.94 0.49
1:C:284:ARG:NH1 1:C:364:LYS:HD2 2.25 0.49
1:G:305:ILE:O 1:G:305:ILE:HG22 2.12 0.49
1:A:39:VAL:HB 1:G:520:MET:HG2 1.93 0.49
1:1:217:SER:N 1:1:218:PRO:CD 2.75 0.49
1:K:64:ASP:OD1 1:K:65:LYS:O 2.29 0.49
1:K:66:PHE:H 1:K:69:MET:HG3 1.78 0.49
1:M:351:GLN:HA 1:M:354:GLU:HG2 1.93 0.49
1:C:22:VAL:HG11 1:C:62:LEU:HD11 1.93 0.49
1:D:510:VAL:HG12 1:D:514:-MET:CE 2.40 0.49
5:D:600:ADP:O1B 6:D:602:AF3:F2 2.19 0.49
1:E:487:ASN:O 1:E:491:MET:HG3 2.12 0.49
1:J:44:PHE:H 1:J:44:PHE:HD1 1.59 0.49
1:L:385: THR:HG23 1:1:388:GLU:HB2 1.94 0.49
1:M:201:SER:O 1:M:203: TYR:N 2.44 0.49
1:M:452:ARG:HG2 | 1:M:452:ARG:HH11 1.77 0.49
1:B:111:MET:HG2 | 1:B:116:LEU:HD21 1.93 0.49
1:F:143:ALA:HA 1:F:146:GLN:NE2 2.28 0.49
1:G:147:VAL:HG12 1:G:494:LEU:HB2 1.94 0.49
1:H:339:GLU:O 1:H:343:GLN:HB2 2.12 0.49
1:M:221:LEU:HD23 | 1:M:249:.ILE:HG23 1.93 0.49
2:U:7:HIS:HB3 2:U:45:ASN:HD22 1.77 0.49
1:H:73:MET:HE1 1:H:514:MET:HG2 1.94 0.49
1:H:82:ASN:ND2 1:H:89:THR:OG1 2.45 0.49
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Atom-1 Atom-2 distance (A) | overlap (A)

1:K:426:LEU:HD12 | 1:K:444:LEU:HD21 1.94 0.49
1:L:44:PHE:HD1 1:L:44:PHE:H 1.60 0.49
1:N:326:ASN:HB2 1:N:329: THR:HB 1.94 0.49
1:D:305:ILE:HG23 1:E:267:-MET:HG2 1.94 0.49
1:K:461:GLU:HA 1:K:461:GLU:QOFE1 2.13 0.49
1:N:106:ALA:CA 1:N:111:MET:HE3 2.42 0.49
1:N:461:GLU:HB3 1:N:464:VAL:HB 1.94 0.49
1:D:501:ARG:HD3 1:D:505:GLN:OE1 2.13 0.49
1:1:455:VAL:CG1 1:1:462:PRO:HA 2.41 0.49
1:K:201:SER:O 1:K:203: TYR:N 2.44 0.49
1:M:15:LYS:NZ 1:M:64:ASP:0OD2 2.46 0.49
2:P:16:GLU:HB2 2:P:19:THR:OG1 2.13 0.49
2:Q:16:GLU:HB2 2:Q:19:THR:0G1 2.12 0.49
2:S5:40:VAL:HB 2:5:62:GLY:H 1.77 0.49
1:B:365:LEU:CD2 1:B:368:ARG:HH21 2.25 0.49
1:B:147:VAL:HG12 1:B:494:LEU:HB2 1.94 0.49
1:D:524:LEU:HD23 1:D:525:PRO:HD2 1.93 0.49
1:E:486:GLY:CA 1:E:491:MET:CE 2.90 0.49
1:F:326:ASN:HD22 1:F:329:THR:HB 1.76 0.49
1:1:213:VAL:HB 1:1:325:ILE:CG1 2.41 0.49
1:J:149:THR:CG2 1:J:159:GLY:HA3 2.43 0.49
1:K:197:ARG:HD2 1:K:277:LYS:HB2 1.94 0.49
1:L:64:ASP:0OD1 1:L:65:LYS:O 2.31 0.49
2:U:50:GLU:O 2:U:51:ASN:HB3 2.13 0.49
1:B:11:ASP:N 1:B:11:ASP:OD1 2.45 0.49
1:B:224:ASP:0O 1:B:225:LYS:HB3 2.13 0.49
1:B:236:VAL:O 1:B:240:VAL:HG23 2.13 0.49
1:G:236:VAL:O 1:G:240:VAL:HG23 2.13 0.49
1:H:223:ALA:O 1:H:251:ALA:HA 2.13 0.49
1:K:107:-VAL:HG11 | 1:K:515:ILE:HG23 1.94 0.49
1:N:35:GLY:O 1:N:51:LYS:HE3 2.12 0.49
1:C:305:1LE:O 1:C:305:1ILE:HG22 2.13 0.49
1:C:63:GLU:HG2 1:C:63:GLU:O 2.13 0.49
1:E:305:ILE:HD12 1:E:307:MET:HE2 1.95 0.49
1:E:455:VAL:HG21 | 1:E:465:VAL:HG11 1.95 0.49
1:F:13:ARG:HD2 1:F:104:LEU:HD22 1.94 0.49
1:G:172:GLU:OE2 1:G:350:ARG:NH?2 2.45 0.49
1:1:228:SER:O 1:L:257:GLU:HB3 2.12 0.49
1:B:482: THR.:O 1:B:483:GLU:HB2 2.12 0.48
1:C:228:SER:O 1:C:257:GLU:HB3 2.13 0.48
1:D:441:LYS:HE2 7:D:615:HOH:O 2.13 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:16:MET:SD 1:G:514:-MET:HG3 2.53 0.48
1:H:420:1ILE:HD13 1:H:420:ILE:HG23 1.64 0.48
1:J:213:VAL:HB 1:J:325:1LE:CG1 2.40 0.48
1:L:106:ALA:HA 1:L:111:MET:HE3 1.94 0.48
1:M:224:ASP:O 1:M:225:LYS:HB3 2.13 0.48
1:N:194:GLN:HB2 1:N:331:THR:HB 1.95 0.48
2:0:16:GLU:HB2 2:0:19:THR:OG1 2.13 0.48
2:0:50:GLU:HG2 2:P:51:ASN:CB 2.38 0.48
2:T:50:GLU:O 2:T:51:ASN:HB3 2.12 0.48
1:A:111:MET:HG3 1:A:435:ASP:0OD1 2.13 0.48
1:A:261:THR:O 1:A:262:LEU:C 2.51 0.48
1:E:441:LYS:HB3 1:E:445:ARG:HH21 1.79 0.48
1:H:76:GLU:O 1:H:76:GLU:HG2 2.13 0.48
1:.J:16:MET:CE 1:J:16:MET:CB 2.91 0.48
1:M:415:GLY:N 1:M:417:VAL:HG23 2.27 0.48
1:M:461:GLU:CA 1:M:461:GLU:OE1 2.60 0.48
2:0:7:HIS:HB3 2:0:45:ASN:HD22 1.78 0.48
1:A:265:ASN:HA 1:A:270:ILE:HD12 1.95 0.48
1:C:524:LEU:HD22 | 1:C:525:PRO:HD2 1.95 0.48
1:D:247:LEU:HD12 1:D:248:LEU:N 2.28 0.48
1:F:16:MET:CG 1:F:16:MET:CE 2.91 0.48
1:1:145:ALA:O 1:1:149: THR:HG23 2.13 0.48
1:K:100:ILE:CG2 1:K:104:LEU:HD22 2.43 0.48
1:K:174:VAL:HB 1:K:376:VAL:HG22 1.95 0.48
1:K:451:LEU:O 1:K:452:ARG:C 2.51 0.48
1:B:486:GLY:C 1:B:491:MET:HE?2 2.33 0.48
1:G:111:MET:HG3 1:G:435:ASP:OD1 2.13 0.48
1:H:404:ARG:CG 1:H:404:ARG:NH1 2.60 0.48
1:N:106:ALA:HA 1:N:111:MET:HE3 1.94 0.48
1:N:305:ILE:HD12 1:N:307:-MET:HE2 1.94 0.48
2:0:47:ARG:HD3 2:0:49:LEU:HD12 1.95 0.48
2:0:40:VAL:HB 2:0:62:GLY:H 1.78 0.48
2:P:40:VAL:HB 2:P:62:GLY:H 1.77 0.48
2:U:T:HIS:CE1 2:U:48:ILE:HD11 2.48 0.48
1:B:16:MET:CB 1:B:16:MET:CE 2.90 0.48
1:B:444:LEU:O 1:B:447:-MET:HB2 2.14 0.48
1:1:100:1ILE:CG2 1:1:104:LEU:HD22 2.42 0.48
1:1:152:ALA:O 1:1:153:ASN:HB3 2.13 0.48
1:1:326:ASN:HB2 1:1:329: THR:HB 1.95 0.48
1:M:467:ASN:C 1:M:467:ASN:ND2 2.67 0.48
2:5:50:GLU:O 2:S:51:ASN:HB3 2.12 0.48
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2:T:7:HIS:HB3 2:T:45:ASN:HD22 1.78 0.48
1:B:100:ILE:HG13 1:B:511:ALA:HB1 1.96 0.48
1:C:289:LEU:HA 1:C:292:ILE:HD12 1.96 0.48
1:E:365:LEU:CD2 1:E:368:ARG:HH21 2.26 0.48
1:F:305:ILE:HG22 1:F:305:ILE:O 2.13 0.48
1:F:150:ILE:CD1 1:F:492:GLY:O 2.61 0.48
1:F:104:LEU:HD23 1:F:515:ILE:HG22 1.94 0.48
1:H:218:PRO:HB3 1:H:246:PRO:HG2 1.96 0.48
1:H:44:PHE:H 1:H:44:PHE:HD1 1.61 0.48
1:J:106:ALA:O 1:J:111:MET:HE3 2.14 0.48
1:K:126:ALA:HB1 1:K:426:LEU:HD22 1.95 0.48
1:M:24:ALA:HA 1:M:27:VAL:HG12 1.95 0.48
1:A:511:ALA:O 1:A:515:ILE:HG12 2.14 0.48
1:}:448:GLU:O 1:F:452: ARG:HG3 2.13 0.48
1:H:126:ALA:HB1 1:H:426:LEU:HD22 1.96 0.48
1:H:469:VAL:HG13 1:H:477:GLY:HA?2 1.95 0.48
1:J:180:GLY:HA3 1:J:381:VAL:O 2.14 0.48
1:K:455:VAL:HG13 1:K:460:GLU:HB2 1.95 0.48
1:N:326:ASN:HB2 1:N:329:THR:H 1.78 0.48
2:Q:78:ILE:HD13 2:Q:83:VAL:HG21 1.95 0.48
2:R:47:ARG:HD3 2:R:49:LEU:HD12 1.94 0.48
2:R:78:I1LE:HD13 2:R:83:VAL:HG21 1.96 0.48
1:A:200:LEU:HD21 1:A:277:LYS:HG3 1.94 0.48
1:K:461:GLU:HB3 1:K:464:VAL:HB 1.96 0.48
2:R:11:ILE:HD12 2:R:42:ALA:HB3 1.96 0.48
1:A:358:SER:HB3 1:A:361:ASP:OD1 2.14 0.48
1:B:219:PHE:HB3 1:B:317:LEU:HD23 1.95 0.48
1:B:305:ILE:HG12 1:C:267:MET:HE3 1.96 0.48
1:D:305:ILE:O 1:D:305:ILE:HG22 2.14 0.48
1:D:486:GLY:HA3 1:D:491:MET:HE2 1.96 0.48
1:1:180:GLY:HA3 1:1:381:VAL:O 2.13 0.48
1:1L:452: ARG:HG2 1:1:452: ARG:NH1 2.29 0.48
2:R:16:GLU:HB2 2:R:19:THR:OG1 2.14 0.48
1:E:143:ALA:HA 1:E:146:GLN:NE2 2.29 0.48
1:F:362:ARG:HG2 1:F:366:GLN:NE2 2.29 0.48
1:1:461:GLU:CA 1:1:461:GLU:OE1 2.58 0.48
1:J:194:GLN:HB2 1:J:331: THR:HB 1.96 0.48
1:J:221:LEU:HD23 1:J:249:ILE:HG23 1.96 0.48
1:L:218:PRO:HB3 1:1:246:PRO:HG2 1.96 0.48
1:M:172:GLU:CA 1:M:172:GLU:OE1 2.61 0.48
2:5:16:GLU:HB2 2:5:19:THR:OG1 2.14 0.48
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2:5:47:ARG:HD3 2:5:49:LEU:HD12 1.95 0.48
2:S:78:ILE:HD13 2:S5:83:VAL:HG21 1.96 0.48
1:A:230:ILE:CD1 1:A:261: THR:HG21 2.39 0.47
1:E:524:LEU:HD23 1:E:525:PRO:HD2 1.96 0.47
1:F:218:PRO:HB3 1:F:246:PRO:HG2 1.96 0.47
1:F:365:LEU:CD2 1:F:368:ARG:HH21 2.27 0.47
1:G:94:VAL:O 1:G:98:ALA:HB2 2.14 0.47
1:I:116:LEU:HD23 1:1:116:LEU:HA 1.80 0.47
1:K:16:MET:HE2 1:K:16:MET:HB2 1.96 0.47
1:M:34:LYS:HB2 1:M:458:CYS:SG 2.54 0.47
1:H:521:VAL:HB 1:N:40:LEU:HD12 1.95 0.47
2:Q:7:HIS:HB3 2:Q:45:ASN:HD22 1.79 0.47
1:B:284:ARG:NH1 1:B:364:LYS:HD2 2.28 0.47
1:B:518:GLU:HG3 1:B:518:GLU:O 2.14 0.47
1:C:223:ALA:O 1:C:251:ALA:HA 2.15 0.47
1:G:143:ALA:HA 1:G:146:GLN:HE21 1.77 0.47
1:1:126:ALA:CB 1:1:426:LEU:HD22 2.44 0.47
1:1:234:LEU:N 1:1:235:PRO:HD2 2.29 0.47
1:1:326:ASN:HD22 1:1:329: THR:CG2 2.26 0.47
1:J:201:SER:O 1:J:203:TYR:N 2.47 0.47
1:J:488: MET:CE 1:J:493:ILE:HG21 2.43 0.47
2:S:68:ASN:ND2 2:T:74:LYS:HD2 2.29 0.47
1:D:289:LEU:HA 1:D:292:1ILE:HD12 1.96 0.47
1:E:486:GLY:C 1:E:491:MET:HE2 2.34 0.47
1:F:415:GLY:O 1:F:451:LEU:HD23 2.13 0.47
1:G:74:VAL:O 1:G:77:VAL:HG13 2.14 0.47
1:I:91:THR:O 1:1:92:ALA:C 2.52 0.47
1:L:100:ILE:CG2 1:L:104:LEU:HD?22 2.45 0.47
1:M:428:ASP:CA 7:M:534:HOH:O 2.58 0.47
2:P:7:HIS:CE1 2:P:48:1LE:HD11 2.50 0.47
1:B:15:LYS:O 1:B:16:MET:C 2.53 0.47
1:F:228:SER:O 1:F:257:GLU:HB3 2.13 0.47
1:G:486:GLY:C 1:G:491:MET:HE2 2.34 0.47
1:H:198:GLY:O 1:H:276:VAL:HG12 2.15 0.47
1:K:452:ARG:HH11 | 1:K:452:ARG:HG2 1.80 0.47
1:L:221:LEU:HD23 1:1L:249.1LE:HG23 1.95 0.47
1:L:305:ILE:HD12 1:L:307:MET:HE2 1.97 0.47
1:1:174:VAL:HB 1:L:376:VAL:HG22 1.95 0.47
1:C:76:GLU:OE1 1:D:387:VAL:HG13 2.15 0.47
1:F:305:ILE:HD12 1:F:307:-MET:HE2 1.97 0.47
1:A:267:MET:HE2 1:G:305:ILE:HG12 1.96 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:419:LEU:HG 1:G:447:-MET:HG2 1.95 0.47
1:1:103:GLY:O 1:1:106:ALA:HB3 2.13 0.47
1:1:351:GLN:HA 1:1:354:GLU:HG2 1.97 0.47
1:1:419:LEU:.CD2 1:I:500: THR:CG2 2.93 0.47
1:J:198:GLY:O 1:J:276:VAL:HG12 2.14 0.47
1:J:27:VAL:HG11 1:J:93: THR:HG21 1.96 0.47
1:J:419:LEU:HA 1:J:419:LEU:HD13 1.61 0.47
1:J:461:GLU:HB3 1:J:464:VAL:HB 1.96 0.47
1:K:198:GLY:O 1:K:276:VAL:HG12 2.14 0.47
1:K:73:MET:HE1 1:K:514:-MET:HG2 1.95 0.47
1:M:64:ASP:0OD1 1:M:65:LYS:O 2.33 0.47
2:P:7:HIS:HB3 2:P:45:ASN:HD22 1.79 0.47
1:A:224:ASP:O 1:A:225:LYS:HB3 2.15 0.47
1:A:486:GLY:CA 1:A:491:MET:HE1 2.45 0.47
1:C:247.LEU:HD12 1:C:248:LEU:N 2.29 0.47
1:1:220:1ILE:HG12 1:1:248:LEU:HD23 1.97 0.47
1:I.66:PHE:H 1:I:69:MET:HG3 1.79 0.47
1:M:326:ASN:HB2 1:M:329: THR:H 1.79 0.47
1:M:126:ALA:HB1 | 1:M:426:LEU:HD22 1.97 0.47
1:N:426:LEU:HD12 | 1:N:444:LEU:HD21 1.96 0.47
2:Q:41:LEU:O 2:Q:61:VAL:HG13 2.14 0.47
1:A:78:ALA:HB2 1:A:93:THR:0G1 2.14 0.47
1:G:417:VAL:O 1:G:418:ALA:C 2.52 0.47
1:H:419:LEU:HD22 | 1:H:500:THR:CG2 2.45 0.47
1:N:201:SER:O 1:N:203: TYR:N 2.47 0.47
1:A:28:LYS:HD2 1:A:453:GLN:NE2 2.29 0.47
1:D:486:GLY:HA3 1:D:491:MET:CE 2.44 0.47
1:F:284:ARG:HH11 1:F:364:LYS:HD?2 1.80 0.47
1:F:219:PHE:HB3 1:F:317:LEU:HD23 1.96 0.47
1:F:358:SER:HB3 1:F:361:ASP:HB2 1.97 0.47
1:F:455:VAL:HG11 1:F:462:PRO:HA 1.96 0.47
1:L:126:ALA:HBI1 1:L:426:LEU:.CD2 2.43 0.47
1:1:34:LYS:HB2 1:L:458:CYS:SG 2.55 0.47
1:C:143:ALA:HA 1:C:146:GLN:HE21 1.80 0.47
1:D:310:GLU:OE1 1:D:310:GLU:N 2.47 0.47
1:F:487:ASN:O 1:F:491:MET:HG3 2.15 0.47
1:A:267:MET:CE 1:G:305:ILE:HG12 2.44 0.47
1:G:365:LEU:CD2 | 1:G:368:ARG:HH?21 2.27 0.47
1:G:486:GLY:CA 1:G:491:MET:HE2 2.45 0.47
1:H:467:ASN:ND2 1:H:467:ASN:C 2.68 0.47
1:J:126:ALA:CB 1:J:426:LEU:HD22 2.43 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)

1:J:326:ASN:HB2 1:J:329: THR:HB 1.97 0.47
1:K:35:GLY:O 1:K:51:LYS:HE3 2.14 0.47
1:1:326:ASN:HB2 1:1:329: THR:HB 1.96 0.47
1:M:428:ASP:CB 7:M:534:HOH:O 2.58 0.47
1:N:103:GLY:O 1:N:106:ALA:HB3 2.15 0.47
1:N:234:LEU:N 1:N:235:PRO:HD2 2.30 0.47
1:N:15:LYS:HB3 1:N:66:PHE:HB3 1.96 0.47
1:B:270:ILE:HD13 2:P:27.LEU.HB3 1.97 0.47
1:C:455:VAL:HG11 1:C:462:PRO:HA 1.97 0.47
1:D:143:ALA:HA 1:D:146:GLN:HE21 1.79 0.47
1:E:13:ARG:HD?2 1:E:104:LEU:HD22 1.97 0.47
1:E:305:ILE:HG23 1:F:267:-MET:HG2 1.95 0.47
1:E:103:GLY:HA3 1:E:515:ILE:HG21 1.97 0.47
1:G:77:VAL:HG22 1:G:78:ALA:N 2.30 0.47
1:1:224:ASP:O 1:1:225:LYS:HB3 2.14 0.47
1:K:419:LEU:HD13 1:K:419:LEU:HA 1.72 0.47
1:N:106:ALA:HA 1:N:111:MET:CE 2.44 0.47
1:A:129:GLU:HA 1:A:129:GLU:OE2 2.15 0.47
1:A:223:ALA:O 1:A:251:ALA:HA 2.14 0.47
1:A:479:ASN:OD1 1:A:479:ASN:C 2.53 0.47
1:E:284:ARG:NH1 1:E:364:LYS:HD2 2.30 0.47
1:F:510:VAL:HG13 | 1:F:514:MET:HE1 1.95 0.47
1:G:349:ILE:HA 1:G:352:GLN:HG2 1.95 0.47
1:G:27:VAL:HG12 1:G:90: THR:HG23 1.96 0.47
1:J:228:SER:O 1:J:257:GLU:HB3 2.14 0.47
1:K:100:ILE:O 1:K:104:LEU:HB2 2.14 0.47
1:L:197:ARG:HD2 1:L:277:LYS:HB2 1.97 0.47
1:L:23:LEU:HD22 1:L:23:LEU:O 2.15 0.47
2:Q:50:GLU:O 2:Q:51:ASN:HB3 2.15 0.47
1:A:358:SER:HB3 1:A:361:ASP:HB2 1.98 0.46
1:D:429:LEU:HA 1:D:429:LEU:HD12 1.71 0.46
1:C:105:LYS:HD3 1:J:110:GLY:O 2.15 0.46
1:K:90: THR:O 1:K:94:VAL:HG23 2.15 0.46
2:R:68:ASN:HD22 2:5:74:LYS:HD2 1.80 0.46
1:D:365:LEU:CD2 | 1:D:368:ARG:HH21 2.27 0.46
1:E:247:LEU:HD12 1:E:248:LEU:N 2.29 0.46
1:1:419:LEU:HA 1:1:419:LEU:HD13 1.65 0.46
1:K:16:MET:CG 1:K:16:MET:CE 2.93 0.46
1:1L:262:LEU:O 1:L:266: THR:HG23 2.15 0.46
1:L:64:ASP:C 1:L:65:LYS:O 2.52 0.46
L:N:16:MET:HG2 1:N:70:GLY:HA2 1.96 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)

2:5:7:HIS:HB3 2:5:45:ASN:HD22 1.80 0.46
1:A:310:GLU:N 1:A:310:GLU:OE1 2.48 0.46
1:B:247:LEU:HD12 1:B:248:LEU:N 2.31 0.46
1:C:172:GLU:OE1 1:C:172:GLU:HA 2.15 0.46
1:D:33:PRO:HA 1:D:153:ASN:HD21 1.81 0.46
1:G:162:ILE:O 1:G:165:ALA:HB3 2.15 0.46
1:G:326:ASN:HD22 1:G:329:THR:HB 1.79 0.46
1:C:150:ILE:HD11 1:C:492:GLY:O 2.15 0.46
1:E:194:GLN:HG3 1:E:331: THR:HB 1.97 0.46
1:F:223:ALA:O 1:F:251:ALA:HA 2.16 0.46
1:1:106:ALA:O 1:I:111:MET:HE3 2.16 0.46
1:K:126:ALA:CB 1:K:426:LEU:HD22 2.45 0.46
1:M:198:GLY:HA3 1:M:327:LYS:O 2.16 0.46
1:C:218:PRO:HB3 1:C:246:PRO:HG2 1.97 0.46
1:D:190:VAL:HG11 1:D:194:GLN:NE2 2.30 0.46
1:F:172:GLU:OE1 1:F:172:GLU:HA 2.15 0.46
1:F:194: GLN:HG3 1:F:331:THR:HB 1.97 0.46
1:L:502:SER:O 1:1L:503:ALA:C 2.54 0.46
1:N:413:ALA:CB 1:N:417:VAL:HB 2.44 0.46
1:C:20:VAL:HG13 1:C:74:VAL:HG11 1.98 0.46
1:C:519:CYS:HB3 1:D:38:VAL:HG22 1.97 0.46
1:F:42:LYS:HG2 1:F:44.PHE:CE2 2.51 0.46
1:G:310:GLU:OE1 1:G:310:GLU:N 2.49 0.46
1:N:419:LEU:HD22 | 1:N:500:THR:CG2 2.45 0.46
1:N:94:VAL:O 1:N:94:VAL:HG12 2.16 0.46
1:A:270:ILE:CD1 2:0:27:LEU:HB3 2.46 0.46
1:G:230:ILE:CD1 1:G:261: THR:HG21 2.38 0.46
1:H:449:ALA:N 1:H:450:PRO:CD 2.79 0.46
1:J:305:ILE:HD12 1:J:307:-MET:HE2 1.96 0.46
1:K:467:ASN:ND2 1:K:467:ASN:C 2.68 0.46
1:L:488:-MET:HE1 1:1:493:ILE:HG21 1.98 0.46
1:M:116:LEU:HD23 1:M:116:LEU:HA 1.84 0.46
1:N:452:ARG:NH1 1:N:452:ARG:HG2 2.27 0.46
1:N:514:MET:CE 1:N:514:MET:CG 2.93 0.46
1:A:130:GLU:O 1:A:133:ALA:HB3 2.15 0.46
1:A:291:ASP:HB3 1:A:372:LEU:HD11 1.98 0.46
1:A:513:LEU:HD23 1:A:513:LEU:HA 1.71 0.46
1:B:429:LEU:O 1:B:430:ARG:NH1 2.49 0.46
1:E:153:ASN:O 1:E:154:SER:HB2 2.16 0.46
1:F:27:VAL:HG12 1:F:90: THR:HG23 1.97 0.46
1:G:194:GLN:HG3 1:G:331:THR:HB 1.98 0.46
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1:H:444:LEU:HA 1:H:444.LEU:HD23 1.69 0.46
1:J:180:GLY:HA2 1:J:380:LYS:HB3 1.97 0.46
1:N:43:SER:HB2 1:N:44:PHE:H 1.67 0.46
1:A:284:ARG:NH1 1:A:364:LYS:HD2 2.29 0.46
1:A:289:LEU:HA 1:A:292:ILE:HD12 1.98 0.46
1:A:6:VAL:CG2 1:A:6:VAL:O 2.61 0.46
1:C:172:GLU:OE2 1:C:350:ARG:NH2 2.48 0.46
1:F:224:ASP:O 1:F:225:LYS:HB3 2.15 0.46
1:G:224:ASP:0O 1:G:225:LYS:HB3 2.16 0.46
1:N:197:ARG:HG3 1:N:277:LYS:O 2.16 0.46
1:N:444.LEU:HD23 1:N:444:LEU:HA 1.75 0.46
1:B:230:ILE:CD1 1:B:261: THR:HG21 2.41 0.46
1:D:486:GLY:CA 1:D:491:MET:HE2 2.46 0.46
1:F:230:ILE:CD1 1:}F:261: THR:HG21 2.41 0.46
1:G:455:VAL:HG11 1:G:462:PRO:HA 1.97 0.46
1:H:224:ASP:O 1:H:225:LYS:HB3 2.15 0.46
1:H:415:GLY:CA 1:H:417:VAL:HG23 2.46 0.46
1:1:346:VAL:O 1:1:350:ARG:HB2 2.14 0.46
1:M:21:ASN:HD22 1:M:21:ASN:HA 1.46 0.46
1:N:511:ALA:O 1:N:515:ILE:HD12 2.16 0.46
2:0:78:ILE:HD13 2:0:83:VAL:HG21 1.98 0.46
1:A:452: ARG:NH2 1:A:463:SER:HA 2.31 0.45
1:D:305:ILE:HD12 1:D:307:MET:HE2 1.99 0.45
1:D:482: THR.:O 1:D:483:GLU:HB2 2.16 0.45
1:H:100:ILE:O 1:H:104:LEU:HB2 2.16 0.45
1:H:106:ALA:HA 1:H:111:MET:HE3 1.98 0.45
1:1:326:ASN:HB2 1:1:329:THR:H 1.80 0.45
1:1:436:GLN:O 1:1:440:1LE:HG13 2.16 0.45
1:I:49:ILE:HD12 1:J:513:LEU:HD23 1.97 0.45
1:1:326:ASN:HB2 1:1.:329: THR:H 1.81 0.45
1:L:426:LEU:HD12 | 1:1:444:LEU:HD21 1.96 0.45
1:N:147:VAL:HG21 | 1:N:411:VAL:HG11 1.98 0.45
2:(QQ:68:ASN:ND2 2:R:74:LYS:HD?2 2.31 0.45
1:D:224:ASP:O 1:D:225:LYS:HB3 2.16 0.45
1:G:240:VAL:HG21 | 1:G:247:LEU:HD22 1.98 0.45
1:G:345:ARG:O 1:G:348:GLN:HB2 2.16 0.45
1:1:209:GLU:OE1 1:1:209:GLU:N 2.49 0.45
1:1:38: VAL:HG22 1:J:519:CYS:HB3 1.99 0.45
1:1:404:ARG:NH1 1:1:404:ARG:CG 2.60 0.45
1:J:119:GLY:O 1:J:120:ILE:C 2.54 0.45
1:N:180:GLY:HA3 1:N:381:VAL:O 2.15 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)
1:N:466:ALA:O 1:N:467:ASN:C 2.52 0.45
1:A:205:ILE:CA 1:A:213:VAL:HG22 2.43 0.45
1:C:143:ALA:HA 1:C:146:GLN:NE2 2.31 0.45
1:C:310:GLU:N 1:C:310:GLU:OE1 2.48 0.45
1:F:310:GLU:OE1 1:F:310:GLU:N 2.50 0.45
1:G:358:SER:HB3 1:G:361:ASP:HB2 1.98 0.45
1:N:116:LEU:HA 1:N:116:LEU:HD23 1.87 0.45
1:N:65:LYS:HG3 1:N:65:LYS:H 1.27 0.45
1:A:305:ILE:HG22 1:A:305:ILE:O 2.17 0.45
1:B:441:LYS:HB3 1:B:445:ARG:HH21 1.82 0.45
1:D:67:GLU:O 1:D:68:ASN:C 2.53 0.45
1:H:35:GLY:O 1:H:51:LYS:HE3 2.17 0.45
1:I:511:ALA:O 1:1:515:1ILE:HD12 2.16 0.45
1:1:63:GLU:HA 1:J:3:ALA:CB 2.47 0.45
1:K:234:LEU:N 1:K:235:PRO:HD2 2.32 0.45
1:M:64:ASP:C 1:M:65:LYS:O 2.53 0.45
1:N:419:LEU:HA 1:N:419:LEU:HD13 1.60 0.45
1:B:218:PRO:HB3 1:B:246:PRO:HG2 1.99 0.45
1:B:414:GLY:C 1:B:416:GLY:N 2.69 0.45
1:E:225:LYS:HD3 1:E:303:GLU:CD 2.36 0.45
1:E:310:GLU:OE1 1:E:310:GLU:N 2.50 0.45
1:E:345:ARG:O 1:E:348:GLN:HB2 2.16 0.45
1:F:11:ASP:O 1:F:12:ALA:C 2.55 0.45
1:G:482: THR:O 1:G:483:GLU:HB2 2.16 0.45
1:1:149: THR:HG22 1:1:159:GLY:HA3 1.99 0.45
1:J:117:LYS:O 1:J:118:ARG:C 2.54 0.45
1:K:419:LEU:CD2 | 1:K:500: THR:HG23 2.47 0.45
1:L1:430:ARG:HA 1:L:430:ARG:HD3 1.76 0.45
1:1L:461:GLU:HB3 1:1:464:VAL:HB 1.99 0.45
1:M:100:ILE:O 1:M:104:LEU:HB2 2.16 0.45
1:M:326:ASN:HB2 1:M:329: THR:HB 1.97 0.45
7:M:529:HOH:O 1:N:68:ASN:HB3 2.16 0.45
2:0:20:LYS:HB3 2:0:27:LEUHG 1.98 0.45
1:B:514:MET:CE 1:B:514:MET:CB 2.92 0.45
1:D:172:GLU:OE1 1:D:172:GLU:HA 2.16 0.45
1:E:23:LEU:CD1 1:E:23:.LEU:C 2.84 0.45
1:F:213:VAL:HB 1:F:325:ILE:HG12 1.98 0.45
1:F:349:.ILE:HA 1:F:352: GLN:HG2 1.97 0.45
1:G:502:SER:O 1:G:503:ALA:C 2.53 0.45
1:G:88:GLY:N 6:G:602:AF3:F2 2.40 0.45
2:T:3:ILE:H 2:T:3:ILE:HD12 1.82 0.45
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1:A:31:LEU:HD23 1:A:453:GLN:HB3 1.98 0.45
1:H:228:SER:O 1:H:257:GLU:HB3 2.16 0.45
1:J:217:SER:N 1:J:218:PRO:CD 2.76 0.45
1:J:24:ALA:HA 1:J:27:VAL:HG12 1.97 0.45
1:J:492:GLY:O 1:J:493:ILE:HD13 2.17 0.45
1:K:104:LEU:HA 1:K:104:LEU:HD12 1.46 0.45
1:K:326:ASN:HB2 1:K:329:THR:HB 1.99 0.45
2:1T:78:ILE:HD13 2:T:83:VAL:HG21 1.99 0.45
1:A:329:THR:O 1:A:329: THR:HG22 2.16 0.45
1:A:91:THR:O 1:A:92:ALA:C 2.54 0.45
1:C:78:ALA:HB2 1:C:93: THR:OG1 2.17 0.45
1:E:486:GLY:HA3 1:E:491:MET:HE1 1.98 0.45
1:F:129:GLU:HA 1:F:129:GLU:OE2 2.17 0.45
1:G:223:ALA:O 1:G:251:ALA:HA 2.17 0.45
1:G:487:ASN:O 1:G:491:MET:HG3 2.17 0.45
1:G:76:GLU:O 1:G:76:GLU:HG2 2.16 0.45
1:J:524:LEU:HD23 1:J:524:LEU:HA 1.78 0.45
1:L:270:.ILE:HG22 1:L:271:VAL:HG23 1.98 0.45
2:S5:95:VAL:HG11 2:T:1:MET:CE 2.47 0.45
1:A:452:ARG:HH22 1:A:463:SER:HB3 1.82 0.45
1:B:225:LYS:HD3 1:B:303:GLU:CD 2.38 0.45
1:B:78:ALA:HB2 1:B:93:THR:OG1 2.16 0.45
1:C:448:GLU:HB3 1:C:452: ARG:HD2 1.99 0.45
1:1:228:SER.:O 1:1:257:GLU:HB3 2.17 0.45
1:K:222:LEU:HD23 1:K:250:ILE:HB 1.99 0.45
1:M:325:ILE:HG22 | 1:M:330: THR:HG23 1.98 0.45
1:A:486:GLY:HA3 1:A:491:MET:HE2 1.99 0.45
1:B:349:1ILE:HA 1:B:352:GLN:HG2 1.92 0.45
1:C:13:ARG:HD2 1:C:104:LEU:HD22 1.98 0.45
1:C:358:SER:HB3 1:C:361:ASP:OD1 2.17 0.45
1:E:305:ILE:HG22 1:E:305:ILE:O 2.17 0.45
1:G:190:VAL:HG11 1:G:194:GLN:NE2 2.32 0.45
1:G:218:PRO:HB3 1:G:246:PRO:HG2 1.99 0.45
1:H:262:LEU:O 1:H:266: THR:HG23 2.17 0.45
1:J:467:ASN:ND2 1:J:467:ASN:C 2.69 0.45
1:J:22:VAL:HG11 1:J:62:LEU:HD21 1.99 0.45
1:L:73:MET:HE1 1:L:514:MET:HG2 1.98 0.45
1:M:47:PRO:CG 1:N:73:-MET:HG3 2.46 0.45
1:N:34:LYS:HB2 1:N:458:CYS:SG 2.57 0.45
1:A:461:GLU:OE1 1:N:463:SER:HB3 2.17 0.45
1:B:23:LEU:C 1:B:23:LEU:CD1 2.85 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:224:ASP:O 1:C:225:LYS:HB3 2.17 0.44
1:D:76:GLU:O 1:D:80:LYS:HB2 2.17 0.44
1:F:247.-LEU:HD12 1:F:248:LEU:N 2.31 0.44
1:G:518:GLU:HG3 1:G:518:GLU:O 2.17 0.44
1:1:90: THR:O 1:1:94: VAL:HG23 2.17 0.44
1:1:99:ILE:O 1:1:102:GLU:N 2.46 0.44
1:J:100:ILE:O 1:J:104:LEU:HB2 2.16 0.44
1:N:522: THR:OG1 1:N:523:ASP:N 2.50 0.44
1:N:84:ALA:O 1:N:85:ALA:HB2 2.17 0.44
1:C:362: ARG:HG2 1:C:366:GLN:NE2 2.32 0.44
1:D:305:ILE:HG12 1:E:267:-MET:CE 2.47 0.44
1:E:219:PHE:HB3 1:E:317:LEU:HD23 1.98 0.44
1:E:224:ASP:O 1:E:225:LYS:HB3 2.17 0.44
1:E:510:VAL:HG13 1:E:514:-MET:CE 2.47 0.44
1:H:163:ALA:O 1:H:167:ASP:HB2 2.17 0.44
1:J:198:GLY:HA3 1:J:327:LYS:O 2.16 0.44
1:K:119:GLY:O 1:K:120:1LE:C 2.54 0.44
1:K:430:ARG:HD3 1:K:430:ARG:HA 1.63 0.44
1:L:198:GLY:HA3 1:L:327:LYS:O 2.17 0.44
1:M:169:VAL:HG13 | 1:M:173:GLY:HA3 2.00 0.44
1:A:486:GLY:CA 1:A:491:MET:HE2 2.48 0.44
1:D:291:ASP:HB3 1:D:372:LEU:HD11 1.99 0.44
1:G:247:LEU:HD12 1:G:248:LEU:N 2.32 0.44
1:H:498:LYS:NZ 7:H:532:HOH:O 2.40 0.44
1:K:326:ASN:HB2 1:K:329: THR:H 1.81 0.44
2:U:14:ARG:NH2 2:U:84:LEU:HD21 2.33 0.44
1:C:291:ASP:HB3 1:C:372:LEU:HD11 1.99 0.44
1:F:234:LEU:HB2 1:F:235:PRO:CD 2.47 0.44
1:F:486:GLY:HA3 1:F:491:MET:HE1 1.98 0.44
1:H:152:ALA:O 1:H:153:ASN:HB3 2.17 0.44
1:H:65:LYS:HG3 1:H:65:LYS:H 1.35 0.44
1:1:430:ARG:HD3 1:1:430:ARG:HA 1.59 0.44
1:K:144:ILE:CD1 1:K:407:VAL:HG22 2.48 0.44
1:K:13:ARG:HA 1:K:16:MET:CE 2.47 0.44
1:K:262:LEU:O 1:K:266: THR:HG23 2.17 0.44
1:L:77:VAL:CG1 1:L:78:ALA:N 2.81 0.44
1:M:305:1ILE:HD12 1:M:307-MET:HE2 1.98 0.44
1:M:502:SER.:O 1:M:503:ALA:C 2.55 0.44
1:C:206:ASN:HD21 1:C:214:GLU:N 2.06 0.44
1:C:358:SER:HB3 1:C:361:ASP:HB2 1.99 0.44
1:C:66:PHE:O 1:C:69:MET:HB2 2.17 0.44
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1:C:516:THR:OG1 1:D:37:ASN:ND2 2.50 0.44
1:F:420:.1LE:HD13 1:F:448:GLU:HG2 1.97 0.44
1:F:88:GLY:N 6:F:602:AF3:F2 2.40 0.44
1:G:16:MET:O 1:G:20:VAL:HG23 2.17 0.44
1:G:362:ARG:HG2 1:G:366:GLN:NE2 2.33 0.44
1:J:101: THR:HG22 1:J:102:GLU:OE1 2.17 0.44
1:L:437:ASN:HA 1:L:440:1ILE:HD12 2.00 0.44
1:N:288:MET:CG 1:N:288:MET:CE 2.90 0.44
1:N:487:ASN:O 1:N:491:MET:HG3 2.17 0.44
1:B:345:ARG:O 1:B:348: GLN:HB2 2.17 0.44
1:E:139:SER:N 7:E:611:HOH:O 2.37 0.44
1:E:324:VAL:HB 1:E:331: THR:HG23 2.00 0.44
1:H:217:SER:N 1:H:218:PRO:CD 2.80 0.44
1:.J:16:MET:HG2 1:J:70:GLY:HA2 1.98 0.44
1:J:451:LEU:O 1:J:452:ARG:C 2.54 0.44
1:K:305:ILE:HD12 1:K:307:-MET:HE2 1.99 0.44
1:K:346:VAL:O 1:K:350:ARG:HB2 2.18 0.44
1:N:100:ILE:O 1:N:104:LEU:HB2 2.18 0.44
1:A:88:GLY:N 6:A:602:AF3:F2 2.40 0.44
1:B:20:VAL:H 1:B:20: VAL:HG23 1.62 0.44
1:C:486:GLY:HA3 1:C:491:MET:HE2 1.99 0.44
1:F:146:GLN:HB2 1:F:146:GLN:HE21 1.64 0.44
2:5:68:ASN:HD22 2:T:74:LYS:HD2 1.82 0.44
2:T:60:LYS:HG2 2:T:60:LYS:H 1.66 0.44
1:A:147:VAL:CG2 | 1:A:403: THR:HG22 2.48 0.44
1:A:502:SER:O 1:A:503:ALA:C 2.54 0.44
1:B:172:GLU:HA 1:B:172:GLU:OE1 2.17 0.44
1:C:486:GLY:C 1:C:491:MET:HE2 2.38 0.44
1:D:213:VAL:HB 1:D:325:ILE:HG12 1.99 0.44
1:G:423:ALA:O 7:G:607:HOH:O 2.21 0.44
1:H:413:ALA:CB 1:H:417:VAL:HB 2.46 0.44
1:1:21:ASN:HD22 1:1:21:ASN:HA 1.44 0.44
1:L:104:LEU:HA 1:L:104:LEU:HD12 1.64 0.44
1:L:487:ASN:O 1:L:491:MET:HG3 2.18 0.44
1:M:430:ARG:HA 1:M:430:ARG:HD3 1.69 0.44
1:L:40:LEU:HD12 1:M:521:VAL:HB 1.98 0.44
2:5:95:VAL:HG11 2:T:1:MET:HE1 1.99 0.44
1:A:103:GLY:O 1:A:106:ALA:N 2.50 0.44
1:A:218:PRO:HB3 1:A:246:PRO:HG2 2.00 0.44
1:B:157:THR:O 1:B:161:LEU:HB2 2.18 0.44
1:D:23:LEU:C 1:D:23:LEU:CD1 2.86 0.44
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1:D:345:ARG:O 1:D:348:GLN:HB2 2.18 0.44
1:G:130:GLU:O 1:G:133:ALA:HB3 2.18 0.44
1:G:23:LEU:O 1:G:24:ALA:C 2.56 0.44
1:I:16:MET:HG2 1:1:70: GLY:HA2 2.00 0.44
1:1:222:LEU:HD23 1:1:250:ILE:HB 2.00 0.44
1:I.73:MET:HE1 1:I:514:MET:HG2 2.00 0.44
1:J:234:LEU:N 1:J:235:PRO:HD2 2.33 0.44
1:K:95:LEU:HD23 1:K:446:ALA:O 2.18 0.44
1:M:228:SER:O 1:M:257:GLU:HB3 2.18 0.44
1:M:234:.LEU:N 1:M:235:PRO:HD2 2.32 0.44
2:0:11:ILE:HD12 2:0:42:ALA:HB3 1.98 0.44
2:R:68:ASN:ND2 2:5:74:LYS:HD2 2.32 0.44
1:B:124:VAL:HG22 | 1:B:504:LEU:HD11 2.00 0.43
1:B:512:GLY:O 1:B:515:ILE:HG13 2.17 0.43
1:C:324:VAL:HB 1:C:331: THR:HG23 2.00 0.43
1:D:223:ALA:O 1:D:251:ALA:HA 2.18 0.43
1:D:522: THR:OG1 1:D:523:ASP:N 2.52 0.43
1:H:270:ILE:HG22 1:H:271:VAL:HG23 1.99 0.43
1:1:43:SER:HB2 1:1:44:PHE:H 1.72 0.43
1:A:270:ILE:HD11 2:0:27:LEU:HD13 2.00 0.43
1:A:349:ILE:HA 1:A:352:GLN:HG2 1.97 0.43
1:A:524:LEU:HD23 | 1:A:525:PRO:HD2 2.00 0.43
1:A:76:GLU:O 1:A:80:LYS:HB2 2.18 0.43
1:C:513:LEU:HA 1:C:513:LEU:HD23 1.78 0.43
1:D:18:ARG:HB3 1:D:18:ARG:CZ 2.48 0.43
1:F:479:ASN:C 1:F:479:ASN:OD1 2.56 0.43
1:F:513:LEU:HA 1:F:513:LEU:HD23 1.79 0.43
1:G:358:SER:HB3 1:G:361:ASP:OD1 2.18 0.43
1:H:126:ALA:CB 1:H:426:LEU:HD22 2.47 0.43
1:1:219:PHE:HB3 1:1:317:LEU:HD23 2.00 0.43
1:1:66:PHE:O 1:I:67:GLU:C 2.56 0.43
1:K:100:ILE:HG22 1:K:104:LEU:HD22 1.99 0.43
1:K:437:ASN:HA 1:K:440:ILE:HD12 2.00 0.43
1:D:409:GLU:CD 1:D:501:ARG:HH21 2.22 0.43
1:E:11:ASP:OD1 1:E:11:ASP:N 2.01 0.43
1:E:223:ALA:O 1:E:251:ALA:HA 2.17 0.43
1:H:66:PHE:O 1:H:67:GLU:C 2.55 0.43
1:1:218:PRO:HB3 1:1:246:PRO:HG2 2.00 0.43
1:K:444:LEU:HD23 1:K:444:LEU:HA 1.71 0.43
1:N:15:LYS:HD2 1:N:15:LYS:HA 1.82 0.43
1:A:82:ASN:HB2 1:A:89:THR:CG2 2.49 0.43
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1:E:143:ALA:HA 1:E:146:GLN:HE21 1.82 0.43
1:G:104:.LEU:HD23 | 1:G:515:ILE:HG22 1.99 0.43
1:H:455:VAL:HG13 1:H:460:GLU:HB2 1.99 0.43
1:1:172:GLU:CA 1:1:172:GLU:OFE1 2.64 0.43
1:1:88:GLY:O 1:I:91: THR:N 2.52 0.43
1:J:117:LYS:HG2 1:J:121:ASP:0OD2 2.19 0.43
1:K:66:PHE:O 1:K:67:GLU:C 2.56 0.43
1:L:66:PHE:HA 1:L:69:MET:HE3 1.99 0.43
2:0:3:ILE:CD1 2:0:3:ILE:H 2.31 0.43
2:U:11:ILE:HD12 2:U:42:ALA:HB3 2.00 0.43
1:B:240:VAL:HG21 | 1:B:247:LEU:HD22 2.00 0.43
1:B:213:VAL:HB 1:B:325:1ILE:HG12 1.99 0.43
1:B:305:ILE:HG12 1:C:267:MET:HE2 1.99 0.43
1:F:103:GLY:HA3 1:F:515:ILE:HG21 1.99 0.43
1:G:475:ASN:HD22 1:G:475:ASN:HA 1.56 0.43
1:H:222:LEU:HD23 1:H:250:ILE:HB 1.99 0.43
1:H:487:ASN:O 1:H:491:MET:HG3 2.18 0.43
1:H:65:LYS:HA 7:H:528:HOH:O 2.19 0.43
1:1:35:GLY:O 1:I:51:LYS:HE3 2.18 0.43
1:1:65:LYS:HB3 7:1:529:HOH:O 2.17 0.43
1:J:15:LYS:NZ 1:J:64:ASP:0D2 2.52 0.43
1:L:65:LYS:HG3 1:L:65:LYS:H 1.27 0.43
2:T:7:HIS:CE1 2:T:48ILE:HD11 2.54 0.43
2:U:15:LYS:HB3 2:U:16:GLU:H 1.65 0.43
1:A:247:LEU:HD12 1:A:248:LEU:N 2.33 0.43
1:A:305:ILE:HG23 1:B:267:-MET:HG2 2.00 0.43
1:B:143:ALA:HA 1:B:146:GLN:HE21 1.84 0.43
1:D:11:ASP:OD1 1:D:11:ASP:N 2.01 0.43
1:E:213:VAL:HB 1:E:325:ILE:HG12 2.00 0.43
1:F:324:VAL:HB 1:F:331: THR:HG23 2.00 0.43
1:G:42:LYS:HG2 1:G:44:PHE:CD2 2.53 0.43
1:J:346:VAL:O 1:J:350:ARG:HB2 2.19 0.43
1:L:217:SER:N 1:L:218:PRO:CD 2.80 0.43
1:M:163:ALA:O 1:M:167:ASP:HB2 2.18 0.43
1:M:385:THR:O 1:M:388:GLU:HB3 2.18 0.43
1:M:65:LYS:H 1:M:65:LYS:HG3 1.25 0.43
1:N:218:PRO:HB3 1:N:246:PRO:HG2 2.00 0.43
2:0:3:ILE:HD12 2:0:3:ILE:H 1.83 0.43
1:C:130:GLU:O 1:C:133:ALA:HB3 2.18 0.43
1:C:434:GLU:O 1:C:437:ASN:HB2 2.18 0.43
1:D:362: ARG:HG2 1:D:366: GLN:NE2 2.33 0.43
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1:H:103:GLY:O 1:H:106:ALA:HB3 2.18 0.43
1:H:461:GLU:HA 1:H:461:GLU:OE1 2.18 0.43
1:1:169:VAL:O 1:1:169: VAL:HG22 2.19 0.43
1:K:65:LYS:HG3 1:K:65:LYS:H 1.30 0.43
1:L:158:VAL:HG13 | 1:L:396:VAL:HG22 2.01 0.43
1:L:21:ASN:HD22 1:L:21:ASN:HA 1.55 0.43
1:L:234:LEU:N 1:L:235:PRO:HD2 2.34 0.43
1:M:104:LEU:HD12 1:M:104:LEU:HA 1.82 0.43
1:M:451:LEU:O 1:M:452:ARG:C 2.57 0.43
1:C:305:1ILE:HD12 1:C:307:MET:HE2 2.01 0.43
1:D:103:GLY:HA3 1:D:515:ILE:HG21 2.00 0.43
1:F:448:GLU:HB3 1:F:452:ARG:HD2 2.00 0.43
1:G:147:VAL:HG23 | 1:G:403:THR:HG22 2.01 0.43
1:1:504:LEU:HD23 1:1:504:LEU:HA 1.79 0.43
1:K:272:LYS:NZ 1:L:228:SER:HB3 2.34 0.43
1:K:88:GLY:O 1:K:89: THR.:C 2.57 0.43
1:M:16:MET:CE 1:M:16:MET:CB 2.96 0.43
1:M:217:SER:N 1:M:218:PRO:CD 2.82 0.43
1:A:150:ILE:HD11 1:A:492:GLY:O 2.19 0.43
1:B:524:LEU:HD23 1:B:524:LEU:HA 1.69 0.43
1:C:172:GLU:OE2 1:C:350:ARG:CZ 2.66 0.43
1:G:234:LEU:HB2 1:G:235:PRO:CD 2.49 0.43
1:G:486:GLY:CA 1:G:491:MET:CE 2.97 0.43
1:H:106:ALA:CA 1:H:111:MET:HE3 2.49 0.43
1:1:104:LEU:HA 1:1:104:LEU:HD12 1.76 0.43
1:1:105:LYS:HE3 1:1:105:LYS:HB2 1.85 0.43
1:I:31:LEU:O 1:1:32:GLY:O 2.37 0.43
1:M:180:GLY:HA3 1:M:381:VAL:O 2.18 0.43
1:N:524:LEU:HA 1:N:524:LEU:HD23 1.81 0.43
1:C:349:1LE:HA 1:C:352:GLN:HG2 1.94 0.43
1:D:147:VAL:HG12 1:D:494:LEU:HB2 2.01 0.43
1:E:150:ILE:HD13 1:E:492:GLY:O 2.19 0.43
1:I:117:.LYS:HG2 1:1:121:ASP:0OD2 2.19 0.43
1:1:201:SER:O 1:1:203:TYR:N 2.52 0.43
1:1:64:ASP:C 1:1:65:LYS:O 2.54 0.43
1:1L:194:GLN:HB2 1:1:331:THR:HB 2.01 0.43
1:D:100:1ILE:O 1:D:101:THR:C 2.56 0.42
1:D:218:PRO:HB3 1:D:246:PRO:HG2 2.01 0.42
1:I:71:ALA:O 1:1:72: GLN:C 2.56 0.42
1:J:444:.LEU:HA 1:J:444:LEU:HD23 1.63 0.42
1:J:522:THR:OG1 1:J:523:ASP:N 2.51 0.42
Continued on next page...
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1:K:419:LEU:HD22 | 1:K:500:THR:CG2 2.48 0.42
1:M:57:ALA:O 1:M:58:ARG:C 2.57 0.42
1:N:455:VAL:CG1 1:N:462:PRO:HA 2.49 0.42
1:E:100:ILE:HG13 1:E:511:ALA:HB1 2.00 0.42
1:F:240:VAL:HG21 | 1:F:247:LEU:HD22 2.01 0.42
1:F:345:ARG:O 1:F:348:GLN:HB2 2.18 0.42
1:1:385: THR:O 1:1:388:GLU:HB3 2.19 0.42
1:M:433:ASN:HD22 1:M:433:ASN:HA 1.54 0.42
1:B:358:SER:HB3 1:B:361:ASP:HB2 2.02 0.42
1:D:510:VAL:HG13 1:D:514:MET:CE 2.48 0.42
1:D:524:LEU:HA 1:D:524:LEU:HD23 1.93 0.42
1:E:266: THR:CG2 1:E:273:VAL:HB 2.49 0.42
1:G:78:ALA:HB2 1:G:93: THR:OG1 2.19 0.42
1:J:289:LEU:HD22 1:J:300:VAL:HG13 2.01 0.42
1:K:13:ARG:O 1:K:14:VAL:C 2.55 0.42
2:0:41:LEU:O 2:0:61:VAL:HG13 2.20 0.42
2:0:74:LYS:HD?2 2:U:68:ASN:HD22 1.82 0.42
1:A:234:LEU:HB2 1:A:235:PRO:CD 2.49 0.42
1:B:13:ARG:HD2 1:B:104:LEU:HD?22 2.01 0.42
1:B:362: ARG:HG2 1:B:366:GLN:NE2 2.34 0.42
1:C:511:ALA:O 1:C:515:ILE:HG12 2.19 0.42
1:E:172:GLU:OE1 1:E:172:GLU:HA 2.18 0.42
1:E:222:LEU:HB3 1:E:289:LEU:CD2 2.49 0.42
1:H:106:ALA:O 1:H:111:MET:HE3 2.19 0.42
1:J:455:VAL:CG1 1:J:462:PRO:HA 2.47 0.42
1:K:270:ILE:HG22 | 1:K:271:VAL:HG23 2.00 0.42
1:K:513:LEU:HD12 1:K:513:LEU:HA 1.80 0.42
1:N:434:GLU:HB2 7:N:529:HOH:O 2.18 0.42
2:T:11:1ILE:HD12 2:T:42:ALA:HB3 2.00 0.42
1:A:11:ASP:O 1:A:12:ALA:C 2.57 0.42
1:A:146:GLN:HB2 1:A:146:GLN:HE21 1.61 0.42
1:C:33:PRO:HA 1:C:153:ASN:ND2 2.32 0.42
1:E:78:ALA:HB2 1:E:93:THR:OG1 2.20 0.42
1:F:68:ASN:HB3 7:F:612:HOH:O 2.19 0.42
1:1:169: VAL:HG13 1:1:173:GLY:HA3 2.02 0.42
1:1:421:ARG:CD 1:1:474:GLY:O 2.66 0.42
1:L:117:LYS:HG2 1:L:121:ASP:0OD2 2.19 0.42
1:M:124:VAL:O 1:M:128:VAL:HG23 2.20 0.42
1:N:124:VAL:O 1:N:128:VAL:HG23 2.20 0.42
1:A:324:VAL:HB 1:A:331:THR:HG23 2.02 0.42
1:B:462:PRO:O 1:B:463:SER:C 2.58 0.42
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1:C:23:LEU:CD1 1:C:23:LEU:C 2.87 0.42
1:F:25:ASP:HA 1:F:28:LYS:HE2 2.00 0.42
1:1:106:ALA:O 1:1:109:ALA:CB 2.57 0.42
1:1:417:VAL:HG23 1:1:417:VAL:H 1.48 0.42
1:1:62:LEU:HA 1:1:62:LEU:HD23 1.78 0.42
1:1:224:ASP:0O 1:L:225:LYS:HB3 2.20 0.42
1:L:433:ASN:HB3 1:1:436:GLN:H 1.83 0.42
1:L:444:LEU:HA 1:L:444:LEU.HD23 1.76 0.42
1:N:217:SER:N 1:N:218:PRO:CD 2.82 0.42
1:N:433:ASN:HD22 1:N:433:ASN:HA 1.57 0.42
2:T:15:LYS:HB3 2:T:16:GLU:H 1.68 0.42
2:T:20:LYS:HB3 2:T:27:.LEU:HG 2.01 0.42
1:B:124:VAL:HG22 1:B:504:LEU:CD1 2.50 0.42
1:B:310:GLU:N 1:B:310:GLU:OE1 2.52 0.42
1:B:103:GLY:HA3 1:B:515:ILE:HG21 2.00 0.42
1:C:124:VAL:HG22 1:C:504:LEU:CD1 2.49 0.42
1:C:23:LEU:O 1:C:24:ALA:C 2.55 0.42
1:D:147:VAL:HG23 1:D:148:GLY:N 2.34 0.42
1:D:42:LYS:HG2 1:D:44:PHE:CE2 2.55 0.42
1:E:146:GLN:HE21 1:E:146:GLN:HB2 1.66 0.42
1:G:147:VAL:CG2 | 1:G:403:THR:HG22 2.49 0.42
1:G:455:VAL:HG21 | 1:G:465:VAL:HG11 2.02 0.42
1:H:104:LEU:HD12 1:H:104:LEU:HA 1.45 0.42
1:1:270:ILE:HG22 1:1:271:VAL:HG23 2.01 0.42
1:1:444:LEU:HD23 1:1:444:LEU:HA 1.73 0.42
1:I:44:PHE:N 1:1:44:PHE:CD1 2.88 0.42
1:J:116:LEU:HD23 1:J:116:LEU:HA 1.92 0.42
1:K:360: TYR:CZ 1:K:364:LYS:HE3 2.55 0.42
1:K:158:VAL:HG13 | 1:K:396:VAL:HG22 2.00 0.42
1:M:66:PHE:O 1:M:67:GLU:C 2.56 0.42
1:B:223:ALA:O 1:B:251:ALA:HA 2.19 0.42
1:E:157:THR.:O 1:E:161:LEU:HB2 2.20 0.42
1:M:488:MET:HE3 1:M:493:ILE:HG21 2.00 0.42
1:E:201:SER:C 1:E:203:TYR:H 2.23 0.42
1:E:497: THR:N 7:E:604:HOH:O 2.52 0.42
1:G:400:LEU:HD13 1:G:400:LEU:O 2.19 0.42
1:1:289:LEU:HD22 1:1:300: VAL:HG13 2.01 0.42
1:J:104:LEU:HD12 1:J:104:LEU:HA 1.51 0.42
1:J:426:LEU:HD12 1:J:444:LEU:HD21 2.02 0.42
1:L:417:VAL:HG21 1:1L:488:MET:HG3 2.02 0.42
1:M:346:VAL:O 1:M:350:ARG:HB2 2.20 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
2:Q:11:ILE:HD12 2:Q:42:ALA:HB3 2.02 0.42
2:U:41:LEU:O 2:U:61:VAL:HG13 2.20 0.42
1:A:267:-MET:HG2 1:G:305:ILE:CG2 2.49 0.42
1:A:39:VAL:HG11 1:G:69:MET:HE2 2.01 0.42
1:A:501:ARG:HD3 1:A:505:GLN:OE1 2.20 0.42
1:B:143:ALA:HA 1:B:146:GLN:NE2 2.34 0.42
1:C:157:THR:O 1:C:161:LEU:HB2 2.20 0.42
1:C:65:LYS:CB 7:C:606:HOH:O 2.68 0.42
1:F:13:ARG:NH2 7:F:608:HOH:O 2.37 0.42
1:G:513:LEU:HD23 1:G:513:LEU:HA 1.78 0.42
1:H:16:MET:HE2 1:H:16:MET:HB2 1.92 0.42
1:H:205:ILE:HA 1:H:213:VAL:HG22 2.01 0.42
1:H:44:PHE:CD1 1:H:44:PHE:N 2.88 0.42
1:1:444:LEU.CD?2 1:I:447-MET:HE3 2.45 0.42
1:1:95:LEU:O 1:1:98:ALA:N 2.49 0.42
1:J:430:ARG:HA 1:J:430:ARG:HD3 1.72 0.42
1:J:73:-MET:HE1 1:J:514:MET:HG2 2.02 0.42
1:K:40:LEU:HD12 1:L:521:VAL:HB 2.02 0.42
1:L:84:ALA:O 1:1:85:ALA:HB2 2.19 0.42
1:M:444.LEU:HD23 1:M:444:LEU:HA 1.86 0.42
1:M:77:VAL:HG12 1:M:78:ALA:N 2.35 0.42
2:P:7:HIS:O 2:P:8:ASP:CB 2.65 0.42
2:R:7:HIS:CE1 2:R:48:ILE:HD11 2.55 0.42
1:A:287:ALA:O 1:A:290:GLN:HB3 2.20 0.41
1:A:419:LEU:HD12 1:A:419:LEU:HA 1.82 0.41
1:B:429:LEU:HA 1:B:429:LEU:HD12 1.67 0.41
1:B:486:GLY:HA3 1:B:491:MET:HE1 2.01 0.41
1:D:486:GLY:CA 1:D:491:MET:CE 2.98 0.41
1:D:76:GLU:HG2 1:D:76:GLU:O 2.19 0.41
1:F:358:SER:HB3 1:F:361:ASP:OD1 2.19 0.41
1:H:430:ARG:HD3 1:H:430:ARG:HA 1.57 0.41
1:H:417:VAL:HG21 | 1:H:488:MET:HG3 2.00 0.41
1:1L:315:GLU:HG2 1:L:315:GLU:O 2.19 0.41
1:N:163:ALA:O 1:N:167:ASP:HB2 2.20 0.41
1:N:21:ASN:HA 1:N:21:ASN:HD22 1.51 0.41
1:A:417:VAL:O 1:A:418:ALA:C 2.58 0.41
1:F:502:SER:O 1:F:503:ALA:C 2.56 0.41
1:G:213:VAL:HB 1:G:325:ILE:HG12 2.02 0.41
1:H:64:ASP:OD1 1:H:65:LYS:O 2.38 0.41
1:1:205:ILE:HA 1:1:213:VAL:HG22 2.01 0.41
1:J:326:ASN:HB2 1:J:329: THR:H 1.84 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:1:449:ALA:HB3 1:L:450:PRO:HD3 2.01 0.41
1:D:266: THR:CG2 1:D:273:VAL:HB 2.51 0.41
1:D:88:GLY:HA2 5:D:600:ADP:O2B 2.20 0.41
1:G:18:ARG:NH1 1:G:18:ARG:CG 2.65 0.41
1:G:88:GLY:HA2 5:G:600:ADP:0O2B 2.21 0.41
1:G:63:GLU:O 1:G:63:GLU:HG2 2.19 0.41
1:I:16:MET:CB 1:1:16:MET:HE3 2.47 0.41
1:1:437:ASN:O 1:1:438:VAL:C 2.57 0.41
1:J:513:LEU:HD12 1:J:513:LEU:HA 1.73 0.41
1:K:43:SER:HB2 1:K:44:PHE:H 1.76 0.41
1:K:98:ALA:HB3 1:K:446:ALA:HB1 2.03 0.41
1:M:413:ALA:CB 1:M:417:VAL:HB 2.49 0.41
1:N:174:VAL:HG23 1:N:174:VAL:H 1.66 0.41
1:N:198:GLY:HA3 1:N:327:LYS:O 2.20 0.41
1:N:415:GLY:CA 1:N:417:VAL:HG23 2.01 0.41
2:5:41:LEU:O 2:5:61:VAL:HG13 2.20 0.41
2:T:3:1LE:CD1 2:T:3:ILE:H 2.31 0.41
1:A:206:ASN:HD21 1:A:214:GLU:N 2.10 0.41
1:A:522:THR:OG1 1:A:523:ASP:N 2.53 0.41
1:B:16:MET:HG3 1:B:520:MET:CE 2.48 0.41
1:B:201:SER:C 1:B:203:TYR:H 2.24 0.41
1:B:345:ARG:HE 1:B:349:ILE:HD11 1.85 0.41
1:C:136:VAL:HG23 1:C:136:VAL:O 2.20 0.41
1:D:358:SER:HB3 1:D:361:ASP:HB2 2.02 0.41
1:D:358:SER:HB3 1:D:361:ASP:OD1 2.21 0.41
1:D:487:ASN:O 1:D:491:MET:HG3 2.20 0.41
1:H:488:MET:HE3 1:H:493:ILE:HG21 2.02 0.41
1:H:513:LEU:HA 1:H:513:LEU:HD12 1.50 0.41
1:J:107:VAL:HG11 1:J:515:ILE:HG23 2.02 0.41
1:J:222:LEU:HD23 1:J:250:ILE:HB 2.03 0.41
1:J:43:SER:HB2 1:J:44:PHE:H 1.68 0.41
1:K:65:LYS:CA 7:K:528: HOH:O 2.64 0.41
1:L:413:ALA:CB 1:L:417:VAL:HB 2.49 0.41
1:L:15:LYS:NZ 1:L:64:ASP:0OD2 2.53 0.41
1:N:198:GLY:O 1:N:276:VAL:HG12 2.21 0.41
1:A:237:LEU:HB3 2:0:26:VAL:HG21 2.02 0.41
2:P:60:LYS:H 2:P:60:LYS:HG2 1.74 0.41
2:R:20:LYS:HB3 2:R:27.LEU:HG 2.03 0.41
1:A:213:VAL:HB 1:A:325:ILE:HG12 2.03 0.41
1:A:20:VAL:HG13 1:A:74:VAL:HG11 2.01 0.41
1:B:16:MET:SD 1:B:514:MET:HG3 2.59 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:D:201:SER:C 1:D:203:TYR:H 2.24 0.41
1:E:358:SER:HB3 1:E:361:ASP:HB2 2.03 0.41
1:E:88:GLY:N 6:E:602:AF3:F2 2.44 0.41
1:1:450:PRO:O 1:1:454:.1LE:HG12 2.21 0.41
1:1:88:GLY:O 1:1:92:ALA:N 2.53 0.41
1:J:336:VAL:HG12 1:J:336:VAL:O 2.21 0.41
1:J:80:LYS:O 1:J:81:ALA:C 2.58 0.41
1:K:201:SER:C 1:K:203: TYR:N 2.74 0.41
1:K:217:SER:N 1:K:218:PRO:CD 2.81 0.41
1:K:194:GLN:HB2 1:K:331: THR:HB 2.03 0.41
1:M:469:VAL:HG13 | 1:M:477:GLY:HA2 2.03 0.41
1:N:430:ARG:HA 1:N:430:ARG:HD3 1.61 0.41
1:A:451:LEU:HD13 1:A:451:LEU:C 2.41 0.41
1:A:512:GLY:O 1:A:515:ILE:HG13 2.21 0.41
1:B:234:LEU.HB2 1:B:235:PRO:CD 2.51 0.41
1:B:63:GLU:O 1:B:63:GLU:HG2 2.19 0.41
1:D:225:LYS:HD3 1:D:303:GLU:CD 2.41 0.41
1:G:225:LYS:HD3 1:G:303:GLU:CD 2.41 0.41
1:G:291:ASP:HB3 1:G:372:.LEU:HD11 2.02 0.41
1:G:96:ALA:C 1:G:98:ALA:H 2.24 0.41
1:1:467:ASN:ND2 1:1:467:ASN:C 2.70 0.41
1:1:66:PHE:O 1:I:69:MET:N 2.52 0.41
1:J:64:ASP:0OD1 1:J:65:LYS:O 2.38 0.41
1:M:126:ALA:CB 1:M:426:LEU:HD22 2.49 0.41
1:N:262:LEU:O 1:N:266: THR:HG23 2.21 0.41
1:N:97:GLN:O 1:N:97:GLN:HG2 2.21 0.41
2:S5:20:LYS:HB3 2:5:27.LEU:HG 2.02 0.41
1:A:222:LEU:HB3 1:A:289:LEU:CD2 2.50 0.41
1:D:230:ILE:CD1 1:D:261: THR:HG21 2.43 0.41
1:D:479:ASN:OD1 1:D:479:ASN:C 2.58 0.41
1:F:266: THR.CG2 1:F:273:VAL:HB 2.50 0.41
1:G:324:VAL:HB 1:G:331: THR:HG23 2.03 0.41
1:G:524:LEU:CD2 1:G:525:PRO:HD2 2.50 0.41
1:H:116:LEU:HD23 1:H:116:LEU:HA 1.99 0.41
1:H:351:GLN:HB3 | 1:H:351:GLN:HE21 1.65 0.41
1:H:84:ALA:O 1:H:85:ALA:HB2 2.21 0.41
1:J:272:LYS:HZ1 1:K:228:SER:HB3 1.84 0.41
1:L:180:GLY:HA3 1:1:381:VAL:O 2.21 0.41
1:M:174:VAL:HB 1:M:376:VAL:HG22 2.01 0.41
1:N:432:GLN:H 1:N:436:GLN:NE2 2.19 0.41
2:Q:60:LYS:H 2:Q:60:LYS:HG2 1.71 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:287:ALA:O 1:B:290:GLN:HB3 2.20 0.41
1:B:511:ALA:O 1:B:515:ILE:HG12 2.21 0.41
1:C:219:PHE:C 1:C:220:1LE:HG13 2.41 0.41
1:E:400:LEU:O 1:E:400:LEU:HD13 2.20 0.41
1:H:43:SER:HB2 1:H:44:PHE:CD1 2.55 0.41
1:1:351:GLN:HE21 1:1:351:GLN:HB3 1.68 0.41
1:K:420:1LE:HG23 1:K:420:ILE:HD13 1.89 0.41
1:L:455:VAL:CG1 1:L:462:PRO:HA 2.42 0.41
1:M:272:LYS:HZ3 1:N:228:SER:HB3 1.83 0.41
1:A:234:LEU:N 1:A:235:PRO:HD2 2.36 0.41
1:A:455:VAL:HG21 | 1:A:465:VAL:HG11 2.03 0.41
1:C:16:MET:CG 1:C:520:MET:HE3 2.51 0.41
1:B:510:VAL:HG23 | 1:C:385:THR:HG21 2.02 0.41
1:F:100:ILE:HG13 1:F:511:ALA:HB1 2.03 0.41
1:F:201:SER:C 1:F:203: TYR:H 2.24 0.41
1:G:131:LEU:HD23 1:G:131:LEU:HA 1.93 0.41
1:H:64:ASP:C 1:H:65:LYS:O 2.59 0.41
1:1:278:ALA:HB1 1:1:279:PRO:HD2 2.02 0.41
1:1:420:ILE:HD13 1:1:420:1ILE:HG23 1.65 0.41
1:L:116:LEU:HD23 1:L:116:LEU:HA 1.85 0.41
1:L:44:PHE:N 1:L:44:PHE:CD1 2.88 0.41
1:N:270:ILE:HG22 | 1:N:271:VAL:HG23 2.02 0.41
2:T:41:LEU:O 2:T:61:VAL:HG13 2.21 0.41
1:A:201:SER:C 1:A:203:TYR:H 2.24 0.41
1:B:76:GLU:O 1:B:80:LYS:HB2 2.21 0.41
1:C:234:LEU:HB2 1:C:235:PRO:CD 2.51 0.41
1:C:524:LEU:HA 1:C:524:LEU:HD23 1.84 0.41
1:G:365:LEU:HD23 | 1:G:368:ARG:HH21 1.86 0.41
1:H:97:GLN:HE21 1:H:97:GLN:HB3 1.70 0.41
1:K:169:VAL:HG13 1:K:173:GLY:HA3 2.02 0.41
1:1:128:VAL:HB 7:L:531:HOH:O 2.19 0.41
1:L:326:ASN:HD22 1:L:329: THR:CG2 2.34 0.41
2:Q:20:LYS:HB3 2:Q:27.LEU:HG 2.03 0.41
2:Q:68:ASN:HD22 2:R:74:LYS:HD?2 1.86 0.41
1:A:66:PHE:O 1:A:69:MET:HB2 2.21 0.41
1:B:114:MET:CG 1:B:114:MET:CE 2.95 0.41
1:B:40:LEU:HD22 1:B:59:GLU:HG3 2.02 0.41
1:C:240:VAL:HG21 | 1:C:247:LEU:HD22 2.02 0.41
1:D:462:PRO:CD 7:D:608:HOH:O 2.51 0.41
1:D:33:PRO:HD3 5:D:600:ADP:C8 2.56 0.41
1:E:455:VAL:HG11 1:E:462:PRO:HA 2.04 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:1:66:PHE:HA 1:.I:69:MET:HE3 2.03 0.41
1:K:219:PHE:HB3 1:K:317:LEU:HD23 2.03 0.41
1:L:201:SER.:.C 1:1L:203: TYR:N 2.74 0.41
1:L:31:LEU:O 1:1L:32:GLY:O 2.38 0.41
1:L:96:ALA:O 1:L:100:ILE:HG13 2.21 0.41
1:N:106:ALA:HB3 | 1:N:116:LEU:HD13 2.03 0.41
1:N:152:ALA:O 1:N:153:ASN:HB3 2.20 0.41
1:A:123:ALA:HB2 1:A:440:ILE:HG23 2.03 0.40
1:E:429:LEU:HD12 1:E:429:LEU:HA 1.84 0.40
5:F:600:ADP:0O3B 6:F:602:AF3:F2 2.29 0.40
1:G:31:LEU:HD23 1:G:453:GLN:HB3 2.03 0.40
1:G:522: THR:OG1 1:G:523:ASP:N 2.55 0.40
1:1:64:ASP:O 1:1:65:LYS: O 2.39 0.40
1:J:360: TYR:CZ 1:J:364:LYS:HE3 2.56 0.40
1:K:84:ALA:O 1:K:85:ALA:HB2 2.21 0.40
1:L:20:VAL:O 1:L:21:ASN:C 2.59 0.40
1:L:419:LEU:HD22 1:L:500: THR:CG2 2.51 0.40
2:P:20:LYS:HB3 2:P:27:LEU.HG 2.03 0.40
1:G:270:ILE:HD11 2:U:27:LEU:HB3 2.03 0.40
1:C:225:LYS:HD3 1:C:303:GLU:CD 2.42 0.40
1:C:213:VAL:HB 1:C:325:1LE:HG12 2.02 0.40
1:F:63:GLU:CG 1:F:63:GLU:O 2.70 0.40
1:G:6:VAL:O 1:G:6:VAL:HG23 2.18 0.40
1:1:15:LYS:HA 1:1:15:LYS:HD?2 1.83 0.40
1:J:504:LEU:HD23 1:J:504:LEU:HA 1.84 0.40
1:J:65:LYS:H 1:J:65:LYS:HG3 1.31 0.40
1:M:266: THR:HG21 1:M:273:VAL:O 2.22 0.40
1:N:30: THR:HB 1:N:51:LYS:O 2.22 0.40
1:N:421:ARG:HH11 | 1:N:421:ARG:HD2 1.69 0.40
1:A:151:SER:OG 1:A:399:ALA:HA 2.20 0.40
1:D:240:VAL:HG21 | 1:D:247:LEU:HD22 2.03 0.40
1:F:114:MET:CE 1:F:114:MET:CG 2.98 0.40
1:F:21:ASN:HA 1:F:21:ASN:HD22 1.73 0.40
1:F:291:ASP:HB3 1:F:372:LEU:HD11 2.03 0.40
1:G:146:GLN:HB2 | 1:G:146:GLN:HE21 1.56 0.40
1:G:127:ALA:HB1 1:G:422:VAL:HG21 2.02 0.40
1:G:479:ASN:C 1:G:479:ASN:OD1 2.59 0.40
1:H:452: ARG:NH1 1:H:452: ARG:HG2 2.37 0.40
1:J:19:GLY:HA3 1:J:67:GLU:O 2.20 0.40
1:K:272:LYS:HZ1 1:L:228:SER:HB3 1.87 0.40
1:K:433:ASN:HD22 1:K:433:ASN:HA 1.51 0.40

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:L:346:VAL:O 1:L:350:ARG:HB2 2.20 0.40
1:N:106:ALA:O 1:N:109:ALA:CB 2.62 0.40
1:A:493:ILE:O 1:A:493:.ILE:HG22 2.21 0.40
1:E:289:LEU:O 1:E:292:1LE:HB 2.21 0.40
1:E:448:GLU:HB3 1:E:452: ARG:HD2 2.03 0.40
1:G:123:ALA:HB2 1:G:440:1LE:HG23 2.03 0.40
1:G:54:VAL:HG22 1:G:54:VAL:O 2.20 0.40
1:H:119:GLY:O 1:H:120:ILE:C 2.59 0.40
1:H:419:LEU:HA 1:H:419:LEU:HD13 1.53 0.40
1:1:266: THR:HG21 1:1:273:VAL:O 2.20 0.40
1:J:205:ILE:HA 1:J:213:VAL:HG22 2.02 0.40
1:J:272:LYS:NZ 1:K:228:SER:HB3 2.36 0.40
1:M:417:VAL:O 1:M:418:ALA:C 2.60 0.40
1:M:32:GLY:H 1:M:457:ASN:HD22 1.69 0.40
1:M:49:ILE:HD12 1:N:513:LEU:HD23 2.04 0.40
1:A:290:GLN:O 1:A:293:ALA:HB3 2.22 0.40
1:B:233:MET:O 1:B:234.LEU:C 2.59 0.40
1:B:358:SER:HB3 1:B:361:ASP:OD1 2.22 0.40
1:D:261: THR:O 1:D:262:LEU:C 2.58 0.40
1:D:475:ASN:HD22 1:D:475:ASN:HA 1.55 0.40
1:E:432:GLN:O 1:E:433:ASN:HB3 2.21 0.40
1:G:100:ILE:HG13 1:G:511:ALA:CB 2.52 0.40
1:G:201:SER:C 1:G:203:TYR:H 2.25 0.40
1:G:74:VAL:C 1:G:76:GLU:N 2.73 0.40
1:1:315:GLU:O 1:1:315:GLU:HG2 2.20 0.40
1:J:360: TYR:CE1 1:J:364:LYS:HE3 2.57 0.40
1:K:413:ALA:CB 1:K:417:VAL:HB 2.01 0.40
1:L:24:ALA:HA 1:L:27:VAL:HG12 2.02 0.40
1:M:44:PHE:N 1:M:44:PHE:CD1 2.89 0.40
1:M:49:1LE:HD13 1:N:73:-MET:HE3 2.02 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.
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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 522/524 (100%) | 472 (90%) | 44 (8%) | 6 (1%) 14 41
1 B 522/524 (100%) | 476 (91%) | 39 (8%) | 7 (1%) 12| 36
1 C 522/524 (100%) | 473 (91%) | 37 (7%) | 12 (2%) IEI 21
1 D 522/524 (100%) | 475 (91%) | 41 (8%) | 6 (1%) 14 41
1 E 522/524 (100%) | 474 (91%) | 42 (8%) | 6 (1%) 14 41
1 F 522/524 (100%) | 478 (92%) | 38 (7%) | 6 (1%) 14 41
1 G 522/524 (100%) | 479 (92%) | 37 (%) | 6 (1%) 14 41
1 H 522/524 (100%) | 477 (91%) | 36 (%) | 9 (2%) 9] 29
1 I 522/524 (100%) | 471 (90%) | 43 (8%) | 8 (2%) 33
1 J 522/524 (100%) | 473 (91%) | 40 (8%) | 9 (2%) 9] 29
1 K 522/524 (100%) | 473 (91%) | 41 (8%) | 8 (2%) 33
1 L 522/524 (100%) | 479 (92%) | 34 (6%) | 9 (2%) 9] 29
1 M 522/524 (100%) | 477 (91%) | 35 (7%) | 10 (2%) 8] 26
1 N 522/524 (100%) | 471 (90%) | 44 (8%) | 7 (1%) 36
2 0 95,97 (98%) 68 (72%) | 17 (18%) | 10 (10%) | [o][1]
2 P 95/97 (98%) 68 (72%) | 16 (17%) | 11 (12%) ml
2 Q 95,97 (98%) 68 (72%) | 17 (18%) | 10 (10%) | [o][1]
2 R 95/97 (98%) 68 (72%) | 17 (18%) | 10 (10%) ml
2 S 95/97 (98%) 70 (74%) | 15 (16%) | 10 (10%) | Jo][1]
2 T 95/97 (98%) 69 (73%) | 15 (16%) | 11 (12%) ml
2 U 95/97 (98%) 68 (72%) | 15 (16%) | 12 (13%) ml
All | All | 7973/8015 (100%) | 7127 (89%) | 663 (8%) | 183 (2%) | |6/ 21

All (183) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 44 PHE
1 B 44 PHE
1 C 44 PHE
1 D 44 PHE
1 E 44 PHE
1 F 44 PHE
1 G 44 PHE
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Mol | Chain | Res | Type
1 H 85 ALA
1 I 85 ALA
1 J 85 ALA
1 K 85 ALA
1 L 43 SER
1 L 85 ALA
1 M 32 GLY
1 M 85 ALA
1 M 463 SER
1 N 85 ALA
2 O 7 HIS
2 P 7 HIS
2 Q 7 HIS
2 R 7 HIS
2 S 7 HIS
2 T 7 HIS
2 U 7 HIS
1 A 225 LYS
1 C 58 ARG
1 C 256 GLY
1 D 256 GLY
1 D 373 ALA
1 F 225 LYS
1 G 256 GLY
1 G 373 ALA
1 H 32 GLY
1 H 256 GLY
1 I 32 GLY
1 I 43 SER
1 I 66 PHE
1 I 256 GLY
1 J 32 GLY
1 J 43 SER
1 J 65 LYS
1 J 256 GLY
1 J 457 ASN
1 K 32 GLY
1 K 66 PHE
1 K 256 GLY
1 L 32 GLY
1 L 256 GLY
1 M 256 GLY

Continued on next page...
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Mol | Chain | Res | Type
1 M 457 ASN
1 M 462 PRO
1 N 32 GLY
1 N 43 SER
1 N 66 PHE
1 N 256 GLY
2 O 20 LYS
2 O 21 SER
2 O 52 GLY
2 P 20 LYS
2 P 21 SER
2 P 52 GLY
2 Q 20 LYS
2 Q 21 SER
2 Q 52 GLY
2 Q 61 VAL
2 R 20 LYS
2 R 21 SER
2 R 52 GLY
2 S 20 LYS
2 S 21 SER
2 S 52 GLY
2 T 20 LYS
2 T 21 SER
2 T 52 GLY
2 U 20 LYS
2 U 21 SER
2 U 49 LEU
2 U 52 GLY
2 U 61 VAL
1 A 373 ALA
1 B 225 LYS
1 B 373 ALA
1 C 28 LYS
1 C 225 LYS
1 C 373 ALA
1 D 225 LYS
1 E 225 LYS
1 E 256 GLY
1 E 373 ALA
1 F 373 ALA
1 G 225 LYS
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Mol | Chain | Res | Type
1 H 66 PHE
1 I 463 SER
1 J 66 PHE
1 L 65 LYS
1 L 66 PHE
1 M 43 SER
1 M 66 PHE
2 O 49 LEU
2 O 53 GLU
2 P 17 VAL
2 P 49 LEU
2 P 53 GLU
2 Q 49 LEU
2 Q 53 GLU
2 Q 80 ASN
2 R 49 LEU
2 R 53 GLU
2 R 61 VAL
2 S 49 LEU
2 S 53 GLU
2 S 61 VAL
2 T 49 LEU
2 T 53 GLU
2 T 61 VAL
2 U 53 GLU
1 A 256 GLY
1 B 202 PRO
1 B 256 GLY
1 C 85 ALA
1 D 58 ARG
1 D 202 PRO
1 F 256 GLY
1 H 43 SER
1 H 202 PRO
1 H 462 PRO
1 J 202 PRO
1 K 43 SER
1 K 202 PRO
1 L 202 PRO
1 M 202 PRO
1 N 202 PRO
2 O 17 VAL
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Mol | Chain | Res | Type
2 O 61 VAL
2 P 61 VAL
2 P 80 ASN
2 R 80 ASN
2 S 80 ASN
2 T 80 ASN
1 A 202 PRO
1 B 462 PRO
1 C 23 LEU
1 E 202 PRO
1 F 202 PRO
1 G 202 PRO
1 H 65 LYS
1 I 202 PRO
1 I 462 PRO
1 J 462 PRO
1 K 462 PRO
1 L 462 PRO
1 L 463 SER
1 M 65 LYS
2 O 51 ASN
2 P 51 ASN
2 Q 17 VAL
2 Q 51 ASN
2 R 17 VAL
2 R 51 ASN
2 S 51 ASN
2 T 17 VAL
2 T 45 ASN
2 T 51 ASN
2 U 51 ASN
2 U 69 ASP
2 U 80 ASN
1 C 202 PRO
1 C 374 GLY
1 E 462 PRO
1 N 413 ALA
2 O 80 ASN
2 P 69 ASP
2 U 17 VAL
2 U 45 ASN
1 B 374 GLY

Continued on next page...



Page 96

Full wwPDB X-ray Structure Validation Report

ISVT

Continued from previous page...

Mol | Chain | Res | Type
1 G 374 GLY
2 S 17 VAL
1 A 205 ILE
1 C 462 PRO
1 F 462 PRO
1 C 103 GLY
1 H 120 ILE
1 K 120 ILE

5.3.2 Protein sidechains ()

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 404/404 (100%) | 358 (89%) | 46 (11%) 18
1 B 404/404 (100%) | 356 (88%) | 48 (12%) 16
1 C 404/404 (100%) | 363 (90%) | 41 (10%) 22
1 D 404/404 (100%) | 360 (89%) | 44 (11%) 6119
1 E 404/404 (100%) | 361 (89%) | 43 (11%) 6] 20
1 F 404/404 (100%) | 360 (89%) | 44 (11%) | 6] 19
1 G 404/404 (100%) | 360 (89%) | 44 (11%) 6] 19
1 H 404/404 (100%) | 336 (83%) | 68 (17%) 6|
1 I 404/404 (100%) | 334 (83%) | 70 (17%) 6|
1 J 404/404 (100%) | 337 (83%) | 67 (17%)
1 K 404/404 (100%) | 337 (83%) | 67 (17%)
1 L 404/404 (100%) | 337 (83%) | 67 (17%)
1 M 404/404 (100%) | 332 (82%) | 72 (18%)
1 N 404/404 (100%) | 337 (83%) | 67 (17%)
2 o) 80/80 (100%) 63 (85%) | 12 (15%) 9
2 P 80/80 (100%) 68 (85%) | 12 (15%) 9
2 Q 80/80 (100%) 68 (85%) | 12 (15%) 9
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 R 80/80 (100%) 67 (84%) 13 (16%) |
2 S 80/80 (100%) 69 (86%) 11 (14%)

2 T 80/80 (100%) 68 (85%) 12 (15%)
2 U 80/80 (100%) 67 (84%) 13 (16%)
All All 6216/6216 (100%) | 5343 (86%) | 873 (14%)

All (873) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 7 LYS
1 A 18 ARG
1 A 23 LEU
1 A 28 LYS
1 A 44 PHE
1 A 48 THR
1 A 62 LEU
1 A 64 ASP
1 A 74 VAL
1 A 80 LYS
1 A 97 GLN
1 A 111 MET
1 A 114 MET
1 A 129 GLU
1 A 132 LYS
1 A 138 CYS
1 A 153 ASN
1 A 176 THR
1 A 178 GLU
1 A 183 LEU
1 A 184 GLN
1 A 193 MET
1 A 230 ILE
1 A 231 ARG
1 A 284 ARG
1 A 289 LEU
1 A 322 ARG
1 A 328 ASP
1 A 331 THR
1 A 386 GLU
1 A 391 GLU
1 A 395 ARG
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Mol | Chain | Res | Type
1 A 398 ASP
1 A 401 HIS
1 A 417 VAL
1 A 419 LEU
1 A 422 VAL
1 A 425 LYS
1 A 430 ARG
1 A 432 GLN
1 A 445 ARG
1 A 461 GLU
1 A 497 THR
1 A 499 VAL
1 A 504 LEU
1 A 517 THR
1 B 6 VAL
1 B 18 ARG
1 B 23 LEU
1 B 28 LYS
1 B 43 SER
1 B 44 PHE
1 B 48 THR
1 B 62 LEU
1 B 74 VAL
1 B 80 LYS
1 B 89 THR
1 B 97 GLN
1 B 111 MET
1 B 114 MET
1 B 129 GLU
1 B 132 LYS
1 B 135 SER
1 B 138 CYS
1 B 153 ASN
1 B 161 LEU
1 B 176 THR
1 B 177 VAL
1 B 178 GLU
1 B 183 LEU
1 B 184 GLN
1 B 185 ASP
1 B 193 MET
1 B 209 GLU
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Mol | Chain | Res | Type
1 B 230 ILE
1 B 231 ARG
1 B 284 ARG
1 B 289 LEU
1 B 322 ARG
1 B 328 ASP
1 B 331 THR
1 B 386 GLU
1 B 391 GLU
1 B 398 ASP
1 B 417 VAL
1 B 419 LEU
1 B 422 VAL
1 B 425 LYS
1 B 430 ARG
1 B 432 GLN
1 B 463 SER
1 B 497 THR
1 B 504 LEU
1 B 515 ILE
1 C 6 VAL
1 C 7 LYS
1 C 18 ARG
1 C 23 LEU
1 C 28 LYS
1 C 43 SER
1 C 44 PHE
1 C 48 THR
1 C 62 LEU
1 C 74 VAL
1 C 80 LYS
1 C 97 GLN
1 C 111 MET
1 C 114 MET
1 C 129 GLU
1 C 132 LYS
1 C 138 CYS
1 C 153 ASN
1 C 177 VAL
1 C 178 GLU
1 C 183 LEU
1 C 184 GLN
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Mol | Chain | Res | Type
1 C 185 ASP
1 C 193 MET
1 C 230 ILE
1 C 231 ARG
1 C 284 ARG
1 C 289 LEU
1 C 322 ARG
1 C 328 ASP
1 C 331 THR
1 C 386 GLU
1 C 391 GLU
1 C 398 ASP
1 C 417 VAL
1 C 419 LEU
1 C 422 VAL
1 C 425 LYS
1 C 430 ARG
1 C 497 THR
1 C 504 LEU
1 D 6 VAL
1 D 18 ARG
1 D 23 LEU
1 D 28 LYS
1 D 43 SER
1 D 44 PHE
1 D 48 THR
1 D 62 LEU
1 D 74 VAL
1 D 80 LYS
1 D 97 GLN
1 D 102 GLU
1 D 111 MET
1 D 114 MET
1 D 129 GLU
1 D 132 LYS
1 D 135 SER
1 D 138 CYS
1 D 153 ASN
1 D 176 THR
1 D 177 VAL
1 D 178 GLU
1 D 183 LEU
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Mol | Chain | Res | Type
1 D 184 GLN
1 D 185 ASP
1 D 193 MET
1 D 230 ILE
1 D 231 ARG
1 D 284 ARG
1 D 289 LEU
1 D 322 ARG
1 D 328 ASP
1 D 331 THR
1 D 386 GLU
1 D 391 GLU
1 D 398 ASP
1 D 417 VAL
1 D 419 LEU
1 D 425 LYS
1 D 430 ARG
1 D 445 ARG
1 D 463 SER
1 D 504 LEU
1 D 515 ILE
1 E 6 VAL
1 E 18 ARG
1 E 23 LEU
1 E 43 SER
1 E 44 PHE
1 E 48 THR
1 E 62 LEU
1 E 74 VAL
1 E 80 LYS
1 E 97 GLN
1 E 111 MET
1 E 114 MET
1 E 129 GLU
1 E 132 LYS
1 E 135 SER
1 E 138 CYS
1 E 153 ASN
1 E 176 THR
1 E 177 VAL
1 E 178 GLU
1 E 183 LEU
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Mol | Chain | Res | Type
1 E 184 GLN
1 E 185 ASP
1 E 193 MET
1 E 196 ASP
1 E 230 ILE
1 E 231 ARG
1 E 284 ARG
1 E 289 LEU
1 E 322 ARG
1 E 328 ASP
1 E 331 THR
1 E 386 GLU
1 E 391 GLU
1 E 398 ASP
1 E 417 VAL
1 E 419 LEU
1 E 422 VAL
1 E 425 LYS
1 E 430 ARG
1 E 432 GLN
1 E 504 LEU
1 E 515 ILE
1 F 6 VAL
1 F 7 LYS
1 F 18 ARG
1 F 23 LEU
1 F 28 LYS
1 F 43 SER
1 F 44 PHE
1 F 48 THR
1 F 62 LEU
1 F 74 VAL
1 F 80 LYS
1 F 97 GLN
1 F 111 MET
1 F 114 MET
1 F 129 GLU
1 F 132 LYS
1 F 135 SER
1 F 138 CYS
1 F 153 ASN
1 F 161 LEU
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Mol | Chain | Res | Type
1 F 176 THR
1 F 177 VAL
1 F 178 GLU
1 F 183 LEU
1 F 184 GLN
1 F 185 ASP
1 F 193 MET
1 F 230 ILE
1 F 231 ARG
1 F 284 ARG
1 F 289 LEU
1 F 322 ARG
1 F 328 ASP
1 F 331 THR
1 F 386 GLU
1 F 391 GLU
1 F 398 ASP
1 F 417 VAL
1 F 419 LEU
1 F 422 VAL
1 F 425 LYS
1 F 430 ARG
1 F 432 GLN
1 F 504 LEU
1 G 6 VAL
1 G 7 LYS
1 G 18 ARG
1 G 23 LEU
1 G 43 SER
1 G 44 PHE
1 G 48 THR
1 G 62 LEU
1 G 64 ASP
1 G 74 VAL
1 G 80 LYS
1 G 97 GLN
1 G 111 MET
1 G 114 MET
1 G 129 GLU
1 G 132 LYS
1 G 138 CYS
1 G 153 ASN
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Mol | Chain | Res | Type
1 G 161 LEU
1 G 177 VAL
1 G 178 GLU
1 G 183 LEU
1 G 184 GLN
1 G 185 ASP
1 G 193 MET
1 G 230 ILE
1 G 231 ARG
1 G 284 ARG
1 G 289 LEU
1 G 322 ARG
1 G 328 ASP
1 G 331 THR
1 G 386 GLU
1 G 391 GLU
1 G 398 ASP
1 G 417 VAL
1 G 419 LEU
1 G 422 VAL
1 G 425 LYS
1 G 430 ARG
1 G 463 SER
1 G 504 LEU
1 G 514 MET
1 G 515 ILE
1 H 7 LYS
1 H 11 ASP
1 H 16 MET
1 H 20 VAL
1 H 23 LEU
1 H 40 LEU
1 H 42 LYS
1 H 43 SER
1 H 44 PHE
1 H 55 SER
1 H 59 GLU
1 H 65 LYS
1 H 79 SER
1 H 87 ASP
1 H 101 THR
1 H 104 LEU
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Mol | Chain | Res | Type
1 H 114 MET
1 H 129 GLU
1 H 131 LEU
1 H 138 CYS
1 H 141 SER
1 H 147 VAL
1 H 150 ILE
1 H 151 SER
1 H 161 LEU
1 H 172 GLU
1 H 189 VAL
1 H 201 SER
1 H 217 SER
1 H 230 ILE
1 H 265 ASN
1 H 272 LYS
1 H 284 ARG
1 H 289 LEU
1 H 302 SER
1 H 307 MET
1 H 322 ARG
1 H 328 ASP
1 H 329 THR
1 H 331 THR
1 H 343 GLN
1 H 350 ARG
1 H 352 GLN
1 H 355 GLU
1 H 359 ASP
1 H 363 GLU
1 H 378 VAL
1 H 385 THR
1 H 389 MET
1 H 390 LYS
1 H 401 HIS
1 H 404 ARG
1 H 419 LEU
1 H 420 ILE
1 H 421 ARG
1 H 426 LEU
1 H 430 ARG
1 H 433 ASN
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Mol | Chain | Res | Type
1 H 434 GLU
1 H 441 LYS
1 H 452 ARG
1 H 454 ILE
1 H 467 ASN
1 H 468 THR
1 H 483 GLU
1 H 504 LEU
1 H 509 SER
1 H 513 LEU
1 I 7 LYS
1 I 11 ASP
1 I 16 MET
1 I 23 LEU
1 I 40 LEU
1 I 42 LYS
1 I 43 SER
1 I 44 PHE
1 I 52 ASP
1 I 55 SER
1 I 59 GLU
1 I 65 LYS
1 I 7 VAL
1 I 79 SER
1 I 87 ASP
1 I 101 THR
1 I 104 LEU
1 I 131 LEU
1 I 138 CYS
1 I 141 SER
1 I 147 VAL
1 I 150 ILE
1 I 151 SER
1 I 157 THR
1 I 161 LEU
1 I 167 ASP
1 I 172 GLU
1 I 189 VAL
1 I 201 SER
1 I 217 SER
1 I 230 ILE
1 I 265 ASN
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Mol | Chain | Res | Type
1 I 272 LYS
1 I 284 ARG
1 I 289 LEU
1 I 295 LEU
1 I 302 SER
1 I 307 MET
1 I 322 ARG
1 I 325 ILE
1 I 328 ASP
1 I 329 THR
1 I 331 THR
1 I 343 GLN
1 I 350 ARG
1 I 352 GLN
1 I 359 ASP
1 I 363 GLU
1 I 378 VAL
1 I 385 THR
1 I 389 MET
1 I 390 LYS
1 I 404 ARG
1 I 419 LEU
1 I 420 ILE
1 I 421 ARG
1 I 426 LEU
1 I 430 ARG
1 I 432 GLN
1 I 433 ASN
1 I 434 GLU
1 I 441 LYS
1 I 452 ARG
1 I 454 ILE
1 I 467 ASN
1 I 468 THR
1 I 483 GLU
1 I 504 LEU
1 I 509 SER
1 I 513 LEU
1 J 7 LYS
1 J 16 MET
1 J 23 LEU
1 J 40 LEU
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Mol | Chain | Res | Type
1 J 42 LYS
1 J 43 SER
1 J 44 PHE
1 J 52 ASP
1 J 55 SER
1 J 59 GLU
1 J 65 LYS
1 J 77 VAL
1 J 79 SER
1 J 87 ASP
1 J 101 THR
1 J 104 LEU
1 J 114 MET
1 J 131 LEU
1 J 138 CYS
1 J 141 SER
1 J 151 SER
1 J 157 THR
1 J 161 LEU
1 J 172 GLU
1 J 189 VAL
1 J 201 SER
1 J 210 THR
1 J 217 SER
1 J 230 ILE
1 J 265 ASN
1 J 272 LYS
1 J 284 ARG
1 J 289 LEU
1 J 295 LEU
1 J 302 SER
1 J 307 MET
1 J 322 ARG
1 J 325 ILE
1 J 328 ASP
1 J 329 THR
1 J 331 THR
1 J 343 GLN
1 J 350 ARG
1 J 352 GLN
1 J 355 GLU
1 J 363 GLU
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Mol | Chain | Res | Type
1 J 378 VAL
1 J 385 THR
1 J 389 MET
1 J 404 ARG
1 J 419 LEU
1 J 420 ILE
1 J 421 ARG
1 J 426 LEU
1 J 430 ARG
1 J 432 GLN
1 J 433 ASN
1 J 434 GLU
1 J 441 LYS
1 J 452 ARG
1 J 454 ILE
1 J 468 THR
1 J 483 GLU
1 J 494 LEU
1 J 504 LEU
1 J 509 SER
1 J 513 LEU
1 K 7 LYS
1 K 11 ASP
1 K 15 LYS
1 K 16 MET
1 K 23 LEU
1 K 40 LEU
1 K 42 LYS
1 K 43 SER
1 K 44 PHE
1 K 52 ASP
1 K 55 SER
1 K 59 GLU
1 K 65 LYS
1 K 77 VAL
1 K 87 ASP
1 K 101 THR
1 K 104 LEU
1 K 114 MET
1 K 129 GLU
1 K 131 LEU
1 K 138 CYS
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Mol | Chain | Res | Type
1 K 141 SER
1 K 147 VAL
1 K 150 ILE
1 K 151 SER
1 K 161 LEU
1 K 172 GLU
1 K 189 VAL
1 K 201 SER
1 K 217 SER
1 K 230 ILE
1 K 265 ASN
1 K 272 LYS
1 K 284 ARG
1 K 289 LEU
1 K 295 LEU
1 K 302 SER
1 K 322 ARG
1 K 328 ASP
1 K 329 THR
1 K 331 THR
1 K 343 GLN
1 K 350 ARG
1 K 352 GLN
1 K 355 GLU
1 K 363 GLU
1 K 378 VAL
1 K 385 THR
1 K 389 MET
1 K 390 LYS
1 K 404 ARG
1 K 419 LEU
1 K 420 ILE
1 K 421 ARG
1 K 426 LEU
1 K 432 GLN
1 K 433 ASN
1 K 434 GLU
1 K 441 LYS
1 K 452 ARG
1 K 454 ILE
1 K 467 ASN
1 K 468 THR
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Mol | Chain | Res | Type
1 K 483 GLU
1 K 504 LEU
1 K 509 SER
1 K 513 LEU
1 L 7 LYS
1 L 11 ASP
1 L 16 MET
1 L 20 VAL
1 L 23 LEU
1 L 40 LEU
1 L 42 LYS
1 L 43 SER
1 L 44 PHE
1 L 52 ASP
1 L 55 SER
1 L 59 GLU
1 L 65 LYS
1 L 87 ASP
1 L 101 THR
1 L 104 LEU
1 L 129 GLU
1 L 131 LEU
1 L 138 CYS
1 L 141 SER
1 L 147 VAL
1 L 151 SER
1 L 161 LEU
1 L 172 GLU
1 L 189 VAL
1 L 201 SER
1 L 210 THR
1 L 217 SER
1 L 230 ILE
1 L 265 ASN
1 L 272 LYS
1 L 284 ARG
1 L 289 LEU
1 L 295 LEU
1 L 302 SER
1 L 322 ARG
1 L 325 ILE
1 L 328 ASP
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Mol | Chain | Res | Type
1 L 329 THR
1 L 331 THR
1 L 343 GLN
1 L 350 ARG
1 L 352 GLN
1 L 355 GLU
1 L 363 GLU
1 L 378 VAL
1 L 385 THR
1 L 389 MET
1 L 390 LYS
1 L 401 HIS
1 L 419 LEU
1 L 420 ILE
1 L 421 ARG
1 L 426 LEU
1 L 430 ARG
1 L 432 GLN
1 L 433 ASN
1 L 434 GLU
1 L 441 LYS
1 L 452 ARG
1 L 454 ILE
1 L 467 ASN
1 L 468 THR
1 L 483 GLU
1 L 504 LEU
1 L 509 SER
1 L 513 LEU
1 M 7 LYS
1 M 11 ASP
1 M 16 MET
1 M 20 VAL
1 M 23 LEU
1 M 40 LEU
1 M 42 LYS
1 M 43 SER
1 M 44 PHE
1 M 52 ASP
1 M 55 SER
1 M 59 GLU
1 M 65 LYS
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Mol | Chain | Res | Type
1 M 77 VAL
1 M 87 ASP
1 M 101 THR
1 M 104 LEU
1 M 114 MET
1 M 129 GLU
1 M 131 LEU
1 M 138 CYS
1 M 141 SER
1 M 147 VAL
1 M 150 ILE
1 M 151 SER
1 M 161 LEU
1 M 172 GLU
1 M 189 VAL
1 M 201 SER
1 M 210 THR
1 M 217 SER
1 M 230 ILE
1 M 265 ASN
1 M 272 LYS
1 M 284 ARG
1 M 289 LEU
1 M 295 LEU
1 M 302 SER
1 M 322 ARG
1 M 325 ILE
1 M 328 ASP
1 M 329 THR
1 M 331 THR
1 M 343 GLN
1 M 350 ARG
1 M 352 GLN
1 M 355 GLU
1 M 359 ASP
1 M 363 GLU
1 M 378 VAL
1 M 385 THR
1 M 389 MET
1 M 390 LYS
1 M 401 HIS
1 M 404 ARG
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Mol | Chain | Res | Type
1 M 419 LEU
1 M 420 ILE
1 M 421 ARG
1 M 426 LEU
1 M 430 ARG
1 M 432 GLN
1 M 433 ASN
1 M 434 GLU
1 M 441 LYS
1 M 452 ARG
1 M 454 ILE
1 M 467 ASN
1 M 468 THR
1 M 483 GLU
1 M 504 LEU
1 M 509 SER
1 M 513 LEU
1 N 7 LYS
1 N 11 ASP
1 N 15 LYS
1 N 16 MET
1 N 20 VAL
1 N 23 LEU
1 N 27 VAL
1 N 40 LEU
1 N 42 LYS
1 N 43 SER
1 N 44 PHE
1 N 49 ILE
1 N 55 SER
1 N 59 GLU
1 N 65 LYS
1 N 77 VAL
1 N 87 ASP
1 N 101 THR
1 N 104 LEU
1 N 129 GLU
1 N 131 LEU
1 N 138 CYS
1 N 141 SER
1 N 147 VAL
1 N 161 LEU
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Mol | Chain | Res | Type
1 N 172 GLU
1 N 189 VAL
1 N 201 SER
1 N 217 SER
1 N 230 ILE
1 N 265 ASN
1 N 272 LYS
1 N 284 ARG
1 N 289 LEU
1 N 295 LEU
1 N 302 SER
1 N 322 ARG
1 N 325 ILE
1 N 328 ASP
1 N 329 THR
1 N 331 THR
1 N 343 GLN
1 N 350 ARG
1 N 352 GLN
1 N 355 GLU
1 N 363 GLU
1 N 378 VAL
1 N 385 THR
1 N 389 MET
1 N 390 LYS
1 N 404 ARG
1 N 419 LEU
1 N 420 ILE
1 N 421 ARG
1 N 426 LEU
1 N 432 GLN
1 N 433 ASN
1 N 434 GLU
1 N 436 GLN
1 N 441 LYS
1 N 452 ARG
1 N 454 ILE
1 N 467 ASN
1 N 468 THR
1 N 483 GLU
1 N 504 LEU
1 N 513 LEU
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Mol | Chain | Res | Type
2 O 1 MET
2 O 3 ILE
2 O 4 ARG
2 O 6 LEU
2 O 20 LYS
2 O 30 SER
2 O 37 ARG
2 O 55 LYS
2 O 60 LYS
2 O 80 ASN
2 O 86 MET
2 O 89 SER
2 P 1 MET
2 P 3 ILE
2 P 4 ARG
2 P 6 LEU
2 P 20 LYS
2 P 28 THR
2 P 30 SER
2 P 55 LYS
2 P 60 LYS
2 P 80 ASN
2 P 86 MET
2 P 89 SER
2 Q 1 MET
2 Q 3 ILE
2 Q 4 ARG
2 Q 6 LEU
2 Q 20 LYS
2 Q 28 THR
2 Q 30 SER
2 Q 55 LYS
2 Q 60 LYS
2 Q 80 ASN
2 Q 86 MET
2 Q 89 SER
2 R 1 MET
2 R ILE
2 R 4 ARG
2 R 6 LEU
2 R 20 LYS
2 R 28 THR
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Mol | Chain | Res | Type
2 R 30 SER
2 R 55 LYS
2 R 60 LYS
2 R 78 ILE
2 R 80 ASN
2 R 86 MET
2 R 89 SER
2 S 1 MET
2 S 3 ILE
2 S 4 ARG
2 S 6 LEU
2 S 20 LYS
2 S 30 SER
2 S 55 LYS
2 S 60 LYS
2 S 80 ASN
2 S 86 MET
2 S 89 SER
2 T 1 MET
2 T 3 ILE
2 T 4 ARG
2 T 6 LEU
2 T 20 LYS
2 T 28 THR
2 T 30 SER
2 T 55 LYS
2 T 60 LYS
2 T 80 ASN
2 T 86 MET
2 T 89 SER
2 U 1 MET
2 U 3 ILE
2 U 4 ARG
2 U 6 LEU
2 U 20 LYS
2 U 30 SER
2 U 37 ARG
2 U 55 LYS
2 U 60 LYS
2 U 78 ILE
2 U 80 ASN
2 U 86 MET
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Mol

Chain

Res

Type

2

U

89

SER

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

Mol | Chain | Res | Type
1 A 21 ASN
1 A 97 GLN
1 A 146 GLN
1 A 153 ASN
1 A 206 ASN
1 A 326 ASN
1 A 348 GLN
1 A 351 GLN
1 A 453 GLN
1 A 457 ASN
1 A 475 ASN
1 B 21 ASN
1 B 37 ASN
1 B 97 GLN
1 B 146 GLN
1 B 153 ASN
1 B 194 GLN
1 B 206 ASN
1 B 326 ASN
1 B 348 GLN
1 B 351 GLN
1 B 453 GLN
1 B 457 ASN
1 B 475 ASN
1 C 21 ASN
1 C 97 GLN
1 C 146 GLN
1 C 153 ASN
1 C 206 ASN
1 C 265 ASN
1 C 326 ASN
1 C 348 GLN
1 C 351 GLN
1 C 453 GLN
1 C 457 ASN
1 C 475 ASN
1 D 10 ASN
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Mol | Chain | Res | Type
1 D 21 ASN
1 D 97 GLN
1 D 146 GLN
1 D 153 ASN
1 D 194 GLN
1 D 206 ASN
1 D 326 ASN
1 D 348 GLN
1 D 351 GLN
1 D 457 ASN
1 D 475 ASN
1 E 21 ASN
1 E 97 GLN
1 E 146 GLN
1 E 153 ASN
1 E 194 GLN
1 E 206 ASN
1 E 326 ASN
1 E 348 GLN
1 E 351 GLN
1 E 457 ASN
1 E 475 ASN
1 F 21 ASN
1 F 97 GLN
1 F 146 GLN
1 F 153 ASN
1 F 206 ASN
1 F 265 ASN
1 F 326 ASN
1 F 348 GLN
1 F 351 GLN
1 F 366 GLN
1 F 457 ASN
1 F 475 ASN
1 G 21 ASN
1 G 97 GLN
1 G 146 GLN
1 G 153 ASN
1 G 194 GLN
1 G 206 ASN
1 G 265 ASN
1 G 326 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 G 348 GLN
1 G 351 GLN
1 G 453 GLN
1 G 457 ASN
1 G 475 ASN
1 H 21 ASN
1 H 72 GLN
1 H 82 ASN
1 H 97 GLN
1 H 153 ASN
1 H 265 ASN
1 H 326 ASN
1 H 351 GLN
1 H 366 GLN
1 H 433 ASN
1 H 436 GLN
1 H 467 ASN
1 I 21 ASN
1 I 72 GLN
1 I 97 GLN
1 I 265 ASN
1 I 326 ASN
1 I 351 GLN
1 I 366 GLN
1 I 433 ASN
1 I 436 GLN
1 I 467 ASN
1 J 21 ASN
1 J 72 GLN
1 J 97 GLN
1 J 153 ASN
1 J 265 ASN
1 J 326 ASN
1 J 351 GLN
1 J 366 GLN
1 J 433 ASN
1 J 436 GLN
1 J 467 ASN
1 K 21 ASN
1 K 72 GLN
1 K 97 GLN
1 K 265 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 K 326 ASN
1 K 351 GLN
1 K 366 GLN
1 K 433 ASN
1 K 467 ASN
1 L 21 ASN
1 L 72 GLN
1 L 82 ASN
1 L 97 GLN
1 L 265 ASN
1 L 326 ASN
1 L 351 GLN
1 L 366 GLN
1 L 433 ASN
1 L 467 ASN
1 M 21 ASN
1 M 37 ASN
1 M 72 GLN
1 M 82 ASN
1 M 97 GLN
1 M 265 ASN
1 M 326 ASN
1 M 351 GLN
1 M 366 GLN
1 M 433 ASN
1 M 436 GLN
1 M 467 ASN
1 N 21 ASN
1 N 72 GLN
1 N 97 GLN
1 N 153 ASN
1 N 265 ASN
1 N 326 ASN
1 N 351 GLN
1 N 366 GLN
1 N 433 ASN
1 N 436 GLN
1 N 467 ASN
2 O 45 ASN
2 O 68 ASN
2 O 80 ASN
2 P 45 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 P 68 ASN
2 Q 45 ASN
2 Q 68 ASN
2 R 45 ASN
2 R 68 ASN
2 R 80 ASN
2 S 45 ASN
2 S 68 ASN
2 S 80 ASN
2 T 45 ASN
2 T 68 ASN
2 U 45 ASN
2 U 68 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 28 ligands modelled in this entry, 14 are monoatomic - leaving 14 for Mogul analysis.

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

Mol | Type | Chain | Res | Link Bond lengths Bond angles

Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2

5 | ADP| E [ 600 | 346 [242029] 1.40 | 3(12%) | 29,4545 | 2.19 | 13 (44%)

WO RLDWIDE
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. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
6 | AF3 | B | 602 | 1,354 | 033 | 0.0 - -
5 | ADP | B | 600 | 346 |242929| 145 | 2 (8%) | 294545 | 221 | 13 (44%)
5 | ADP | A [ 600 | 346 |24,2929| 127 | 5(20%) | 29,4545 | 1.78 | 7 (24%)
6 | AF3 | A | 602 | 1,354 | 033 | 0.0 - -
5 | ADP | C [ 600 | 346 |242929| 1.33 | 4 (16%) | 29,4545 | 1.83 | 8 (27%)
6 | AF3 | G | 602 | 1,354,7] 033 | 0.0 - -
6 | AF3 | D | 602 | 1,354 | 033 | 0.0 - -
6 | AF3 | E | 602 | 1,354 | 033 | 0.0 - -
5 | ADP | G [ 600 | 346 |242929| 145 | 5(20%) | 29,4545 | 1.83 | 8 (27%)
5 | ADP| D [ 600 | 346 |242929| 1.40 | 3(12%) | 29,4545 | 1.77 | 6 (20%)
6 | AF3 | F | 602 | 1,354 | 033 | 0.0 - -
6 | AF3 | C | 602 | 1,354 | 033 | 0.0 - -
5 | ADP | F | 600 | 346 |24,2929| 1.36 | 4 (16%) | 29,4545 | 1.89 | 7 (24%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
5 ADP B 600 | 3,4,6 - 5/12/32/32 | 0/3/3/3
5 ADP A 600 | 3,4,6 - 4/12/32/32 | 0/3/3/3
5 ADP D 600 | 3,4,6 - 5/12/32/32 | 0/3/3/3
5 ADP C 600 | 3,4,6 - 4/12/32/32 | 0/3/3/3
5 ADP F 600 | 3,4,6 - 4/12/32/32 | 0/3/3/3
5 ADP E 600 | 3,4,6 - 4/12/32/32 | 0/3/3/3
5 ADP G 600 | 3,4,6 - 4/12/32/32 | 0/3/3/3

All (26) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
d B 600 | ADP | O4-C1’ | -3.74 1.35 1.41
d G 600 | ADP | C2’-C1’ | -3.32 1.48 1.53
d G 600 | ADP | O4’-C4" | -3.23 1.37 1.45
3 C 600 | ADP | C4-N3 | -3.18 1.31 1.35
S F 600 | ADP | C2-N3 | 3.15 1.37 1.32
3 B 600 | ADP | C2’-C1’ | -3.09 1.49 1.53
D D 600 | ADP | C2'-C1’ | -3.07 1.49 1.53
d B 600 | ADP | C4-N3 | -2.86 1.31 1.35

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
d D) 600 | ADP | O4-C1’ | -2.80 1.37 1.41
d A 600 | ADP | C4-N3 | -2.77 1.31 1.35
d D 600 | ADP | O4’-C4’ | -2.75 1.38 1.45
d F 600 | ADP | C4-N3 | -2.67 1.32 1.35
> G 600 | ADP | C4-N3 | -2.64 1.32 1.35
S E 600 | ADP | C2-N3 | 2.63 1.36 1.32
3 D 600 | ADP | C4-N3 | -2.56 1.32 1.35
d A 600 | ADP | C2-N3 | 2.52 1.36 1.32
d F 600 | ADP | C2-N1 | 2.48 1.38 1.33
d G 600 | ADP | C6-C5 | -2.41 1.34 1.43
3 C 600 | ADP | C2°-CT1’ | -2.39 1.50 1.53
> C 600 | ADP | O4-C4’ | -2.37 1.39 1.45
S A 600 | ADP | C2-N1 | 2.20 1.38 1.33
D F 600 | ADP | C5-N7 | -2.19 1.31 1.39
d A 600 | ADP | C2'-C1’ | -2.16 1.50 1.53
d C 600 | ADP | C2-N3 | 2.08 1.35 1.32
3 A 600 | ADP | O2-C2’ | -2.07 1.38 1.43
3 G 600 | ADP | C5-C4 | -2.02 1.35 1.40

All (62) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
d B 600 | ADP N3-C2-N1 -6.15 119.07 128.68
d D 600 | ADP N3-C2-N1 -5.08 120.75 128.68
d E 600 | ADP N3-C2-N1 -4.72 121.30 128.68
S F 600 | ADP N3-C2-N1 -4.53 121.61 128.68
5 D 600 | ADP | PA-O3A-PB | -4.29 118.10 132.83
3 A 600 | ADP N3-C2-N1 -4.19 122.12 128.68
d C 600 | ADP N3-C2-N1 -4.11 122.25 128.68
3 B 600 | ADP C4-Cb-N7 -4.02 105.21 109.40
3 A 600 | ADP C5-C6-N6 4.00 126.43 120.35
3 F 600 | ADP | PA-O3A-PB |-3.99 119.15 132.83
5 F 600 | ADP | O3B-PB-O2B | -3.94 92.58 107.64
S G 600 | ADP N3-C2-N1 -3.91 122.56 128.68
3 B 600 | ADP | PA-O3A-PB |-3.84 119.65 132.83
d B 600 | ADP | 03-C3-C4" | -3.78 100.12 111.05
d B 600 | ADP C5-C6-N6 3.73 126.02 120.35
d A 600 | ADP | PA-O3A-PB | -3.72 120.05 132.83
d G 600 | ADP | O3B-PB-O2B | -3.72 93.42 107.64
S C 600 | ADP C4-C5-N7 -3.67 105.57 109.40
3 C 600 | ADP C5-C6-N6 3.57 125.77 120.35
d B 600 | ADP | 04-C1’-C2" | -3.23 102.21 106.93

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
d D 600 | ADP C4-Cb-N7 -3.07 106.20 109.40
3 E 600 | ADP | PA-O3A-PB | -3.02 122.48 132.83
> C 600 | ADP | O3B-PB-O2B | -3.01 96.14 107.64
3 G 600 | ADP C1’-N9-C4 -2.98 121.41 126.64
d G 600 | ADP | C2-C3-C4" | 2.92 108.33 102.64
d A 600 | ADP | O2A-PA-O1A | 2.91 126.64 112.24
d B 600 | ADP C5-C4’-C3" | -2.87 104.42 115.18
d B 600 | ADP | O3B-PB-O1B | 2.87 121.91 110.68
S E 600 | ADP | O4-C1-C2’ |-2.80 102.83 106.93
3 B 600 | ADP C5-C6-N6 2.79 124.59 120.35
3 B 600 | ADP C4-Cb-N7 -2.71 106.57 109.40
d B 600 | ADP | 03-C3-C4" |-2.71 103.21 111.05
d D) 600 | ADP C1’-N9-C4 -2.69 121.91 126.64
3 F 600 | ADP | O2B-PB-O3A | 2.66 113.57 104.64
3 E 600 | ADP | O3B-PB-O2B | -2.59 97.74 107.64
D G 600 | ADP | C3-C2-C1” | -2.56 97.13 100.98
3 F 600 | ADP | 0O3-C3-C4 | -2.55 103.68 111.05
3 D 600 | ADP | O2-C2-C1’ |-2.53 101.52 110.85
d C 600 | ADP | PA-O3A-PB | -2.52 124.17 132.83
d B 600 | ADP | O3B-PB-O2B | -2.51 98.06 107.64
3 B 600 | ADP C1’-N9-C4 -2.49 122.26 126.64
d B 600 | ADP | 0O2-C2-C3 | -2.41 104.02 111.82
3 E 600 | ADP | O2B-PB-O3A | 2.34 112.49 104.64
5 E 600 | ADP Cy-C4’-C3" | -2.32 106.47 115.18
3 G 600 | ADP | PA-O3A-PB | -2.32 124.87 132.83
d F 600 | ADP | O5-PA-O1A | -2.28 100.17 109.07
d D) 600 | ADP | 02-C2-C3" |-2.27 104.48 111.82
d A 600 | ADP C1’-N9-C4 -2.25 122.68 126.64
3 E 600 | ADP | O2A-PA-O1A | 2.23 123.27 112.24
S A 600 | ADP N6-C6-N1 -2.23 113.95 118.57
5 D 600 | ADP C5-C6-N6 2.21 123.71 120.35
d C 600 | ADP | O2A-PA-O1A | 2.19 123.07 112.24
d C 600 | ADP | 03-C3-C4" | -2.16 104.79 111.05
d A 600 | ADP | O3B-PB-O2B | -2.16 99.39 107.64
3 B 600 | ADP | 02-C2-C1" | -2.14 102.95 110.85
5 G 600 | ADP | O2B-PB-O1B | 2.12 119.00 110.68
S G 600 | ADP | O2B-PB-O3A | 2.10 111.66 104.64
3 E 600 | ADP | O3B-PB-O1B | 2.08 118.82 110.68
d D 600 | ADP | 04-C1’-C2" | -2.03 103.96 106.93
d B 600 | ADP | O5-PA-O1A | -2.02 101.16 109.07
d F 600 | ADP | 04-C1-C2" | -2.02 103.97 106.93
d C 600 | ADP | C2-C3-C4" | 2.00 106.54 102.64
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There are no chirality outliers.

All (30) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
5t G 600 | ADP | PA-O3A-PB-O2B
5t D 600 | ADP | PA-O3A-PB-0O2B
5 C 600 | ADP | PA-O3A-PB-O2B
5 F 600 | ADP | PA-O3A-PB-O2B
5 E 600 | ADP | PA-O3A-PB-O1B
5 G 600 | ADP | PA-O3A-PB-O1B
5 F 600 | ADP | PA-O3A-PB-0O1B
5t E 600 | ADP | PA-O3A-PB-O2B
5t G 600 | ADP | PA-O3A-PB-0O3B
5 B 600 | ADP | PA-O3A-PB-O2B
5 C 600 | ADP | PB-O3A-PA-O1A
5 D 600 | ADP | PB-O3A-PA-O1A
5 D 600 | ADP | PB-O3A-PA-O2A
5t C 600 | ADP | PB-O3A-PA-O2A
5t B 600 | ADP | PB-O3A-PA-O1A
5 B 600 | ADP | PB-O3A-PA-O2A
5 A 600 | ADP | PA-O3A-PB-O1B
5 A 600 | ADP | PB-O3A-PA-O2A
5 D 600 | ADP | PA-O3A-PB-O1B
5 E 600 | ADP | PA-O3A-PB-0O3B
5t D 600 | ADP | PA-O3A-PB-0O3B
5t C 600 | ADP | PA-O3A-PB-0O3B
5 F 600 | ADP | PA-O3A-PB-O3B
5 B 600 | ADP | PA-O3A-PB-0O3B
5 A 600 | ADP | PA-O3A-PB-O2B
5 A 600 | ADP | PA-O3A-PB-0O3B
5 E 600 | ADP | PB-O3A-PA-O2A
5t G 600 | ADP | PB-O3A-PA-O2A
5 F 600 | ADP | PB-O3A-PA-O2A
5 B 600 | ADP | PA-O3A-PB-O1B

There are no ring outliers.

13 monomers are involved in 16 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
5t E 600 | ADP 1 0
5t B 600 | ADP 1 0
5 A 600 | ADP 1 0
6 A 602 | AF3 2 0
5 C 600 | ADP 2 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
6 G 602 | AF3 1 0
6 D 602 | AF3 2 0
6 E 602 | AF3 1 0
5 G 600 | ADP 1 0
> D 600 | ADP 3 0
6 F 602 | AF3 2 0
6 C 602 | AF3 1 0
5 F 600 | ADP 2 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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5.7 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A | 524/524 (100%) 012 | 19 (3%) 42 32 2,2,4,5 0
1 B 524/524 (100%) 2002 | 32 (6%) 21 13 2,2, 4,5 0
1 C | 524/524 (100%) 0.09 | 24 (4%) 32 22 2,2, 4,5 0
1 D 524/524 (100%) 013 | 27 (5%) 27 |18 2,2, 4,5 0
1 E 524/524 (100%) 0.00 36 (6%) | 16 2,2,4,5 0
1 F 524/524 (100%) 0.09 40 (7%) [ 13| |7 2,2, 4,5 0
1 G | 524/524 (100%) 0.02 | 30 (5%) 23 |15 2,2,4,5 0
1 H | 524/524 (100%) 20.40 1 (0%) f95 ] | 94 2,2,4,5 0
1 I 524/524 (100%) -0.39 2 ( 2,2,4,5 0
1 ] 524/524 (100%) 20.38 6 ( 2,2,4,5 0
1 K | 524/524 (100%) -0.32 4 ( 2,2, 4,5 0
1 L 524/524 (100%) -0.16 9 ( 2,2,3,5 0
1 M | 524/524 (100%) -0.33 9 ( 2,2,4,5 0
1 N | 524/524 (100%) -0.32 4 ( 2,2, 4,5 0
9 0 97/97 (100%) 0.80 2.9, 9,9 0
2 p 97/97 (100%) 0.51 2,2,2, 2 0
9 Q 97/97 (100%) 0.51 2.9, 92,9 0
2 R 97/97 (100%) 0.87 2,2,2, 2 0
2 S 97/97 (100%) 0.65 2,2,2, 2 0
9 T 97/97 (100%) 0.85 2.9, 9,9 0
2 U 97/97 (100%) 0.79 2,2,2, 2 0

Al | Al | 8015/8015 (100%) |  -0.11 2.9, 4,5 0

All (340) RSRZ outliers are listed below:
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Mol | Chain | Res | Type | RSRZ
2 S 1 MET 8.7
2 T 22 | ALA 7.7
1 B 314 | LEU 7.5
2 T 25 ILE 7.2
1 F 215 | LEU 7.1
1 E 361 | ASP 7.0
2 O 1 MET 7.0
2 O 17 | VAL 7.0
2 Q 25 ILE 6.6
1 C 361 | ASP 5.9
1 N 233 | MET 5.7
1 G 336 | VAL 5.7
1 F 199 | TYR 5.6
2 U 22 | ALA 5.6
1 B 361 | ASP 5.5
1 E 336 | VAL 54
1 G 361 | ASP 5.4
1 C 271 | VAL 5.4
1 A 212 | ALA 5.4
2 R 25 ILE 5.4
2 U 25 ILE 5.3
2 S 27 | LEU 5.0
2 S 97 | ALA 5.0
2 R 22 | ALA 4.9
1 A 204 | PHE 4.8
1 B 309 | LEU 4.8
2 R 17 | VAL 4.7
2 T 17 | VAL 4.6
2 R 97 | ALA 4.6
2 U 97 | ALA 4.6
1 B 355 | GLU 4.6
2 O 30 | SER 4.6
1 F 332 | ILE 4.5
1 G 270 | ILE 4.5
1 C 212 | ALA 4.5
2 Q 71 | TYR 4.5
1 F 213 | VAL 4.4
1 J 233 | MET 4.4
2 T 27 | LEU 4.4
1 F 314 | LEU 4.3
1 I 44 | PHE 4.3
1 G 353 | ILE 4.2
2 O 3 ILE 4.1

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
1 F 322 | ARG 4.1
1 B 357 | THR 4.1
1 G 314 | LEU 4.1
2 P 17 | VAL 4.1
2 P 25 ILE 4.1
1 G 321 | LYS 4.1
1 F 272 | LYS 4.0
2 R 26 | VAL 4.0
2 R 82 | GLU 4.0
1 F 355 | GLU 3.9
1 E 270 | ILE 3.9
1 D 320 | ALA 3.9
1 E 268 | ARG 3.9
1 G 322 | ARG 3.9
1 B 333 | ILE 3.9
1 E 350 | ARG 3.9
2 S 22 | ALA 3.9
2 S 17 | VAL 3.9
1 D 212 | ALA 3.9
1 A 361 | ASP 3.8
1 G 365 | LEU 3.8
1 A 360 | TYR 3.7
2 T 26 | VAL 3.7
1 M 309 | LEU 3.7
2 U 32 | ALA 3.7
2 O 18 | GLU 3.7
2 R 18 | GLU 3.7
1 E 314 | LEU 3.7
1 F 171 | LYS 3.6
2 U 84 | LEU 3.6
1 B 362 | ARG 3.6
1 B 350 | ARG 3.6
1 B 336 | VAL 3.6
1 G 210 | THR 3.6
1 A 211 | GLY 3.5
2 S 25 ILE 3.5
1 D 243 | ALA 3.5
1 B 353 | ILE 3.5
1 H 44 | PHE 3.5
2 O 80 | ASN 3.5
1 E 346 | VAL 3.5
1 D 209 | GLU 3.5

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
2 R 83 | VAL 3.5
1 F 295 | LEU 3.5
1 A 353 | ILE 3.5
1 F 273 | VAL 3.5
2 U 23 | GLY 3.4
1 B 208 | PRO 3.4
1 D 172 | GLU 3.4
1 G 350 | ARG 3.4
2 R 21 | SER 3.4
1 G 209 | GLU 3.4
1 C 360 | TYR 3.4
1 A 314 | LEU 3.4
1 B 200 | LEU 3.4
1 C 346 | VAL 3.4
1 J 353 | ILE 3.3
2 O 27 | LEU 3.3
2 R 1 MET 3.3
1 D 215 | LEU 3.3
1 E 353 | ILE 3.3
1 G 279 | PRO 3.3
1 C 243 | ALA 3.3
1 F 279 | PRO 3.3
2 Q 26 | VAL 3.3
2 U 1 MET 3.3
2 T 71 | TYR 3.2
1 B 212 | ALA 3.2
2 T 77 | LYS 3.2
2 P 97 | ALA 3.2
2 O 48 ILE 3.2
2 R 3 ILE 3.2
1 E 212 | ALA 3.2
2 P 18 | GLU 3.2
1 F 357 | THR 3.2
2 P 49 | LEU 3.2
1 E 342 | ILE 3.1
1 B 224 | ASP 3.1
1 E 243 | ALA 3.1
1 L 44 | PHE 3.1
1 E 368 | ARG 3.1
1 G 349 | ILE 3.1
1 G 215 | LEU 3.1
1 G 268 | ARG 3.1
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Mol | Chain | Res | Type | RSRZ
2 S 26 | VAL 3.0
1 B 245 | LYS 3.0
1 F 323 | VAL 3.0
1 D 199 | TYR 3.0
1 C 320 | ALA 2.9
1 F 361 | ASP 2.9
2 O 19 | THR 2.9
1 F 336 | VAL 2.9
2 Q 27 | LEU 2.9
2 T 97 | ALA 2.9
1 F 353 | ILE 2.9
1 A 233 | MET 2.9
1 F 212 | ALA 2.9
1 K 44 | PHE 2.9
1 C 314 | LEU 2.9
1 F 360 | TYR 2.9
1 A 213 | VAL 2.9
1 G 320 | ALA 2.9
1 E 295 | LEU 2.9
1 J 355 | GLU 2.8
1 N 268 | ARG 2.8
1 D 213 | VAL 2.8
1 D 314 | LEU 2.8
1 E 354 | GLU 2.8
1 D 333 | ILE 2.8
1 E 237 | LEU 2.8
1 A 256 | GLY 2.8
1 E 360 | TYR 2.8
2 T 49 | LEU 2.8
1 E 273 | VAL 2.8
1 D 272 | LYS 2.8
2 T 69 | ASP 2.8
1 D 319 | GLN 2.8
2 U 83 | VAL 2.8
1 D 171 | LYS 2.7
2 O 78 ILE 2.7
1 G 208 | PRO 2.7
2 Q 49 | LEU 2.7
1 G 199 | TYR 2.7
1 B 300 | VAL 2.7
1 F 366 | GLN 2.7
1 G 267 | MET 2.7
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Mol | Chain | Res | Type | RSRZ
2 P 20 | LYS 2.7
1 F 317 | LEU 2.7
1 F 210 | THR 2.7
2 U 26 | VAL 2.7
1 D 237 | LEU 2.7
1 F 334 | ASP 2.6
1 M 268 | ARG 2.6
1 F 219 | PHE 2.6
1 B 295 | LEU 2.6
1 G 212 | ALA 2.6
1 J 356 | ALA 2.6
1 A 205 | ILE 2.6
1 C 357 | THR 2.6
2 U 33 | ALA 2.6
1 C 355 | GLU 2.6
1 C 233 | MET 2.6
1 M 234 | LEU 2.6
1 L 233 | MET 2.6
1 D 271 | VAL 2.6
2 O 71 | TYR 2.6
2 R 52 | GLY 2.5
2 T 84 | LEU 2.5
1 C 203 | TYR 2.5
1 F 278 | ALA 2.5
1 M 352 | GLN 2.5
1 C 319 | GLN 2.5
1 D 355 | GLU 2.5
1 E 284 | ARG 2.5
1 L 309 | LEU 2.5
1 C 272 | LYS 2.5
2 P 72 | GLY 2.5
2 U 47 | ARG 2.5
1 B 365 | LEU 2.5
1 F 172 | GLU 2.5
1 F 309 | LEU 2.5
1 E 204 | PHE 2.5
1 F 195 | PHE 2.5
1 F 292 | ILE 2.5
1 F 333 | ILE 2.5
2 U 71 | TYR 2.5
2 R 27 | LEU 2.5
1 B 360 | TYR 2.5
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Mol | Chain | Res | Type | RSRZ
2 U 27 | LEU 2.5
1 F 254 | VAL 24
2 O 26 | VAL 24
1 C 334 | ASP 24
1 D 365 | LEU 24
1 F 204 | PHE 2.4
2 Q 1 MET 2.4
1 C 268 | ARG 2.4
1 M 353 | ILE 24
2 T 1 MET 24
2 T 31 | ALA 24
1 E 309 | LEU 2.4
2 T 3 ILE 2.4
1 B 346 | VAL 2.4
2 P 71 | TYR 24
1 F 233 | MET 24
1 B 342 | ILE 24
1 G 244 | GLY 24
1 E 317 | LEU 2.4
1 C 267 | MET 2.3
1 G 243 | ALA 2.3
1 E 215 | LEU 2.3
1 D 233 | MET 2.3
1 A 210 | THR 2.3
1 F 342 | ILE 2.3
1 M 44 | PHE 2.3
1 A 276 | VAL 2.3
1 E 355 | GLU 2.3
2 O 25 ILE 2.3
1 G 360 | TYR 2.3
1 K 233 | MET 2.3
1 C 353 | ILE 2.3
2 U 21 | SER 2.3
1 D 361 | ASP 2.3
1 I 268 | ARG 2.3
2 R 19 | THR 2.3
2 T 21 | SER 2.3
2 T 30 | SER 2.3
1 M 284 | ARG 2.3
1 E 233 | MET 2.3
1 E 244 | GLY 2.3
1 M 233 | MET 2.3
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Mol | Chain | Res | Type | RSRZ
1 C 321 | LYS 2.3
1 E 172 | GLU 2.3
1 L 236 | VAL 2.2
1 C 322 | ARG 2.2
1 D 268 | ARG 2.2
1 D 295 | LEU 2.2
2 O 97 | ALA 2.2
1 A 268 | ARG 2.2
2 Q 13 | LYS 2.2
1 G 200 | LEU 2.2
2 Q 33 | ALA 2.2
1 L 193 | MET 2.2
1 C 209 | GLU 2.2
2 Q 18 | GLU 2.2
2 R 53 | GLU 2.2
1 E 300 | VAL 2.2
1 G 334 | ASP 2.2
1 B 315 | GLU 2.2
1 L 231 | ARG 2.2
1 E 224 | ASP 2.2
1 D 359 | ASP 2.2
1 C 270 | ILE 2.2
1 D 349 | ILE 2.2
1 F 276 | VAL 2.2
1 F 268 | ARG 2.2
2 P 34 | LYS 2.2
1 G 348 | GLN 2.2
2 O 61 | VAL 2.2
1 E 337 | GLY 2.2
1 L 234 | LEU 2.2
2 S 66 ILE 2.2
1 F 346 | VAL 2.2
1 D 218 | PRO 2.2
1 N 284 | ARG 2.2
2 U 10 | VAL 2.2
1 N 219 | PHE 2.1
1 E 272 | LYS 2.1
2 U 30 | SER 2.1
1 K 142 | LYS 2.1
1 J 44 | PHE 2.1
1 L 221 | LEU 2.1
1 B 284 | ARG 2.1
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Mol | Chain | Res | Type | RSRZ
1 M 355 | GLU 2.1
1 D 357 | THR 2.1
1 J 268 | ARG 2.1
2 R 64 ILE 2.1
2 T 32 | ALA 2.1
1 E 265 | ASN 2.1
1 F 324 | VAL 2.1
1 G 213 | VAL 2.1
1 E 294 | THR 2.1
1 A 320 | ALA 2.1
1 C 309 | LEU 2.1
1 D 204 | PHE 2.1
1 C 359 | ASP 2.1
1 B 332 | ILE 2.1
1 B 369 | VAL 2.1
1 E 234 | LEU 2.1
1 A 254 | VAL 2.1
1 E 315 | GLU 2.1
2 S 95 | VAL 2.1
1 A 195 | PHE 2.1
1 D 353 | ILE 2.1
1 K 215 | LEU 2.0
1 B 233 | MET 2.0
2 P 1 MET 2.0
1 B 373 | ALA 2.0
1 F 205 | ILE 2.0
1 L 162 | ILE 2.0
1 A 209 | GLU 2.0
1 B 216 | GLU 2.0
2 P 19 | THR 2.0
2 T 20 | LYS 2.0
1 A 271 | VAL 2.0
1 E 195 | PHE 2.0
1 B 305 | ILE 2.0
1 G 305 | ILE 2.0
2 R 48 ILE 2.0
1 E 340 | ALA 2.0
1 F 251 | ALA 2.0
1 B 199 | TYR 2.0
1 G 233 | MET 2.0
1 B 317 | LEU 2.0
1 B 211 | GLY 2.0
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Mol | Chain | Res | Type | RSRZ
2 U 82 | GLU 2.0
2 U 65 | VAL 2.0
1 G 343 | GLN 2.0

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
6 | AF3 | E | 602 | 4/4 087 | 0.15 9289 0
6 | AF3 D | 602 | 4/4 088 | 0.14 2.2.8.10 0
4 K E 603 1/1 0.88 0.10 16,16,16,16 0
6 AF3 F 602 4/4 0.89 0.13 2,289 0
4 K G 603 1/1 0.90 0.07 16,16,16,16 0
6 | AF3 B | 602 | 4/4 0.91 | 0.18 9.2.7.10 0
6 | AF3 | G | 602 | 4/4 0.91 | 0.15 2.27.9 0
6 | AF3 | A | 602 | 4/4 0.92 | 0.16 9.2.7.10 0
6 AF3 C 602 4/4 0.93 0.16 2,2,8,10 0
4 K A 603 1/1 0.94 0.10 16,16,16,16 0
4 K F 603 1/1 0.95 0.08 15,15,15,15 0
4 K D | 603 | 1/1 0.96 | 0.07 | 16,16,16,16 0
d ADP C 600 | 27/27 0.97 0.13 2,2,2.3 0
5 | ADP | F | 600 | 27/27 | 097 | 0.13 9223 0
5 | ADP | G | 600 | 27/27 | 097 | 0.15 9223 0
5 | ADP | E | 600 | 27/27 | 0.97 | 0.1 9223 0
5 | ADP | D | 600 | 27/27 | 0.97 | 0.1 9223 0
3 ADP B 600 | 27/27 0.97 0.13 2,2,3,3 0
3 | MG E | 601 | 1/1 0.98 | 0.20 9929 0
4 K B | 603 | 1/1 0.98 | 0.06 | 16,16,16,16 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
d ADP A 600 | 27/27 0.98 0.14 2,2,2,3 0
4 K C 603 1/1 0.98 0.05 15,15,15,15 0
3 | MG C | 601 | 1/1 0.98 | 0.22 92,22 0
3 | MG D |60l | 1/1 0.99 | 0.20 92,22 0
3 | MG F |60l | 1/1 0.99 | 0.23 92,22 0
3 | MG G |60l | 1/1 0.99 | 0.21 92,22 0
3 | MG A 601 | 1/1 0.99 | 0.22 92,22 0
3 | MG B | 601 | 1/1 0.99 | 0.22 92,22 0

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

Electron density around ADP C 600:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP F 600:

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

Electron density around ADP G 600:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP E 600:

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

Electron density around ADP D 600:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP B 600:

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

Electron density around ADP A 600:

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

There are no such residues in this entry.
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