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

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

The types of validation reports are described at
http://www.wwpdb.org/validation/2017 /FAQs#types.

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

MolProbity : 4.02b-467
Mogul : 1.8.5 (274361), CSD asb41be (2020)

Xtriage (Phenix) : NOT EXECUTED

EDS : NOT EXECUTED

buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.35
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.10 A.

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

Metric Percentile Ranks Value
Clashscore | - 31
Ramachandran outliers I N 4.2%
Sidechain outliers | D 3.0%
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 141614 1184 (3.10-3.10)
Ramachandran outliers 138981 1141 (3.10-3.10)
Sidechain outliers 138945 1141 (3.10-3.10)

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 of 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%

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 444 41% 26% 5%« 28%
1 B 444 39% 28% 5% 28%
1 C 444 42% 27% . 28%
1 D 444 41% 27% . 28%
1 E 444 41% 25% 6% 28%
1 F 444 41% 27% . 28%
1 S 444 34% 32% . 29%

1 T 444 36% 30% 5% 29%

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

Mol | Chain | Length Quality of chain

1 U 444 36% 31% . 29%

1 \Y 444 35% 31% 5% 29%

1 W 444 37% 29% 5% 29%

1 X 444 36% 31% . 29%

2 G 174 56% 36% 7% .
2 H 174 57% 37% “6% -
2 I 174 55% 37% 7% .
2 J 174 57% 36% “6% -
2 K 174 56% 38% “6% -
2 L 174 55% 38% “6% -
2 M 174 55% 38% “6% -
2 N 174 53% 40% “6% -
2 O 174 53% 40% “6% -
2 P 174 51% 41% 7% .
2 Q 174 52% 41% 7% .
2 R 174 55% 38% “6% o

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
4 LVS J 175 - - X -
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 45756 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 ATP-dependent hsl protease ATP-binding subunit hslU.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 321 2488 1557 444 477 10 0 0 0

Total C N O S
1 B 321 2488 1557 444 477 10 0 0 0

Total C N O S
1 C 321 2488 1557 444 477 10 0 0 0

Total C N O S
1 D 321 90488 1557 444 477 10 0 0 0

Total C N O S
1 b 321 2488 1557 444 477 10 0 0 0

Total C N O S
1 K 321 90488 1557 444 477 10 0 0 0

Total C N O S
1 S 317 2469 1543 444 472 10 0 0 0

Total C N O S
1 T 317 2469 1543 444 472 10 0 0 0

Total C N O S
1 U 317 2469 1543 444 472 10 0 0 0

Total C N O S
317 2469 1543 444 472 10 0 0 0

A%
Total C N O S
1 W 317 2469 1543 444 472 10 0 0 0

Total C N O S
1 X 317 2469 1543 444 472 10 0 0 0

e Molecule 2 is a protein called ATP-dependent protease hslV.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

2 G 173 1200 809 228 249 4 0 0 0
Total C N O S

2 H 173 1200 809 228 249 4 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 I 173 ?gft)%l 8%9 21;18 2(29 ZSL 0 0 0
2 J 173 ?gft)%l 8%]9 21;18 2(29 ZSL 0 0 0
2 K 173 ?gg%l 8%)39 21;8 2(29 ZSL 0 0 0
2 L 173 ?g;%l 8%9 21;18 229 ZSL 0 0 0
2 M 173 r‘1&2)23&11 731 21;16 221 2 0 0 0
2 N 173 ?2)23?1 731 21;16 221 2 0 0 0
2 0 173 ?2):3?1 731 2216 221 EQ’: 0 0 0
2 P 173 ?gtﬁil 7(931 21§6 221 g 0 0 0
2 Q 173 ?(2)2?1 731 2216 251)1 g 0 0 0
2 R 173 quggil 7(;1 21;]6 251)1 2 0 0 0

e Molecule 3 is ADENOSINE-5-TRIPHOSPHATE (three-letter code: ATP) (formula:

C10H16N5013P3).
ATP
NH:
N T N
: \ oH
---of' 1
( "o
. . ok
"HO‘_';'-:l
wd
F~on
- 0 .
HO _.P o
2
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
3 A 1 o1 exor ; 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
o[ s [ 1 [BOOTOT o |
IR
IR
IR
e moyor |
s [mevor |
[ [mevor |
v [ [mevor |
v [ [mevor |
W [ [mevor |
[ x [ et or |

e Molecule 4 is 4-I0DO-3-NITROPHENYL ACETYL-LEUCINYL-LEUCINYL-LEUCINYL-
VINYLSULFONE (three-letter code: LVS) (formula: CogHy3IN4OgS).

LVS
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The first
graphic for 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. 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. Stretches of 2 or more
consecutive residues without any outlier are shown as a green connector. Residues present in the
sample, but not in the model, are shown in grey.

Note EDS was not executed.

e Molecule 1: ATP-dependent hsl protease ATP-binding subunit hslU

Chain A: 41% 26% 5% . 28%
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e Molecule 1: ATP-dependent hsl protease ATP-binding subunit hslU

Chain B: 39% 28% 5% 28%

-~ [} o [l —
ey < Ny w0
o [ = 53

L40
N52
M55
P58
T59
V61
G62
K63
T64
166
L70
K72
L73
N75
A76

w35
R36
R37
M38

| 2] ~ oy
0O~ Qo 3] ] ]
= /M| < =

|
1100
R101

| D102
L103
|
M108

L110
V111

N236

P237
L1240
A244

| 1245
D246
|
4250
F255



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

1KYI

Full wwPDB X-ray Structure Validation Report

Page 9

8.LEY

€LEY

0LEL

L9€T
99€EN

EOEH!
29€L
T9eY

69€T
8SGEV
PAsiohs
99€X
sgeb

CSET

67€H
8ved

) ~
H B

veeL

TEEA

8zed

9zed

ceed
Teed

ETEA

80€S

90€T

86CA

S6CH

€6CL

T62A

S821
¥82d

534748
Tvvd
e
(07474

LEVHE

EEVA

8¢¥d

9TYA
14728

2eva
124728

6T7A
8T7.L

9T%D
STYN

£T%a
(458

6074

LOPI
9074

140718

20%d
TovE
007N

ATP-dependent hsl protease ATP-binding subunit hslU

68€d

e Molecule 1

28%

27%

42%

Chain C

€LT
TLA

TOA
099

89d
AR

SSH

8cVv
LTA

€V

N
IﬁuJ

8TTA

[49%!
TTTA

80T
L0TV

€0TT

T0TH
00TI

96A

g8)

LY

LLTD
9.z
S.2d

cLTa

0.L2D

v9eH

85cd

i

0szd

9¥ca

4744
€V

1542

6€TH

Leed
9ETN

{4344

20%Y

00¥H

T6el
06EN

88EL

6.L€4

L9€T
99EN

€9ed

80€S
90€I
COEH
86CA
€621
T62A
S§8TT
¥8cd

€8TT1

0824

EEVA

82va

(4728

114748

B6TVA
8THL

ATP-dependent hsl protease ATP-binding subunit hslU

91¥%D
STHN

e1%a
(4545

6074
80¥S
L0VI
90¥X

e Molecule 1

YOV

28%

27%

41%

Chain D

6L1

LLd

6SL

LS9

GG

2SN

8¥A

€%d

1544)

8EW
Leyd
9ey
SEM

el
T€T

8cV
LTA

(44

Ll

LI
9TH

61
83
P

o ©
Im zln‘

6TIN
8TTA

9TTI

-

[A9%S
TTTA

80TH
LOTV

€071

T0TH
00TI

96A

S84

08y

08zy

112D

S.24

cLeza
TLeY
042D

9T

feierac

S62d

3

05zh

9%2a

i47414
021
Leed

9€TN
SeTI

0GeY
6%EH

LyE€d

9€€T

beel

TEEA
0EEY

8¢€d

T6EI

R LDWIDE

O

PROTEIN DATA BANK

W



1KYI

Full wwPDB X-ray Structure Validation Report

Page 10

ATP-dependent hsl protease ATP-binding subunit hslU

e Molecule 1

28%

6%

© O O
& < v
r>km

25%

-
Sy
o

41%

Chain E

7oL
€934

TOA
099

8Gd

SSW

i

TS

<
By
=

€vd

g9

A3
FRER

LTA

4 4

Ll

LTI
9TH

61
84

SL

S8%

083
6.1

€6CL

T62A
S8C1
¥82d
€821
082H

9,24
S.2H

cLea

0.2

¥oexh

i

0szh

0%21

Lged

[434}

T6€T
06€EN

i

8LEV
€LEV
0LEL

L9€T
99EN

£9€d

LSeN
9G€X
5sed

CGET

0GEY
6VEH

LyEd

8eeY
LEES

beel

TEEA
0EEY

8¢ed

92eY

zced
TZed

80€S

90€T

€0€T

00€L

86CA

S6CH

48
(47474

(%7474

LEVH

EETA

8T

1472

134728

(35718
8T¥L

9T¥D
STPN

€19
458

6074

ATP-dependent hsl protease ATP-binding subunit hslU

LOVI
9073

e Molecule 1

28%

27%

41%

N w | R
588 LEER5nE

Chain F

8¥A

3

44!
€%d

—
<
o

eey

Ll

LTI

61
84

9d
SL

6TTN

LTTY
9TTI

(494
TTTA

80TH
LOTV

€071

T0TH
00TI

©
o
=

S84

€8V

9821
¥82d
€8TT1

082Y

8.LTA
112D

Vka

2.L2a

042D

79T

29TI

i

0Szb

9%2a

47441

[4z4)]

3

€Tt
€ETH

0Sev
6YEH
8ved
Ly€d

SYeT

eved

9€€T

veel

TEEA
0€EY

8zed

9zed

Zced
Teed

80€S

90€T

86CA

S6CH

€6CL

T62ZA

EVVI
cvvd
TvPd
0v¥S

8EVA
LEVHE

ATP-dependent hsl protease ATP-binding subunit hslU

e Molecule 1

29%

32%

34%

Chain S

894

991

o
2
>I

9d
SL
T

R LDWIDE

w_ 0

PROTEIN DATA BANK



1KYI

Full wwPDB X-ray Structure Validation Report

Page 11

Ll

00TI

967

284

08}

8.4
Lld
9LV

6521
fistace

9s¢I
§5cd
752

(414

Teen
8ced

L2e1
9zeyd

S9Tx

29CI

EVPI

YEVA

3

62THY

14728

zeyva
114728

vLeEN
€LEV

69€4

L9€T

6S€T

PAsioS

€5elL
(4158

0sev
6%EH
8ved

bunit hslU

ing su

ATP-dependent hsl protease ATP-bind

e Molecule 1

29%

5%

30%

36%

Chain T

TLY

694
894

SO
S99
7oL
€934

3

19D
SSW
¥91
€8I

6L

Lvd

S¥d
44!

(475

0%1

9€Yd
SEM
ved

ey
TeT
oey
LTA

{44

0zd

811

9TH
STh

(4%

0TA
61

9d
SL
T

9171

0TTT
601X

S0Ta

10T
00TI

868

96A

284

0831

8.4
LLd
9LV

iZA 4
€21

9e€T

3

ing su

TEEA

© I~ 0
(SN
g!"}("}
oA

0ZeI

viev
ETEA

T1ed

80€S
LOEY

S0€d

¥8cd
€821
28C1
182d

6.2b

69CS

1574728

(07474

LEVHE

bunit hslU

2578

62VV

STYA

cecva
154728

0T¥S

80%S
LOYI

007
66EA
86EL
LB6EH
96€1
S6€Y

68€d
88€L

98€d

1

ATP-dependent hsl protease ATP-bind

T8EY

LLET

vLeEN
ELEY

3

69€4

L9ET

6G€T

e Molecule 1

LGEN

29%

31%

36%

Chain U

694
894

991
S94

€93

071

9€Y
SEM
ey

ced
1€1
0ogy

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1KYI

Page 12

TeEN

8zced
prays
9zed

Teed
ocer
61€T

vIey
€TEA

(4748

(4%

Sevd
vETA

3

62TV

(4728

azTva
T2Vl

(2574

80%S
L0%I

007
66EA
86€L
LBEH
96€T
s6eYd

26ED
T6€1

68€d
88€L

ATP-dependent hsl protease ATP-bind

98€d
G8EN

T8EV

LLET

vLEA
ELEV

3

69¢ed

e Molecule 1

L9€1

L5e)

€5€L

bunit hslU

ing su

29%

5%

31%

35%

Chain V

Lvd

il
44!

(475

0%1

0zTyd
6TTIN
81T
ST1d
€110

601X
80TH

S0Ta

€0TT

00TI

96A

284

0831
6.1
8L4
L.d
9LY

iZA 4

S92y

852d

9821
SGcd
vSca

[4c{4]
TSN

6¥ca

SveI
44414

02T

i

9ECTN

E€ETA

€39EL
[4sioys

8¥ed
Lv€d
oveL
SveT
wyer
£veY

9€€T

LBTH

S6CH

1574728

(%7474

Sevd
vevA

3

bunit hslU

6Ty

68€d

1

T8EY

LLET
9LEN

ATP-dependent hsl protease ATP-bind

VLEA
eLEY

3

69€d

e Molecule 1

L9E1

LSEN
9G€X

ing su

29%

5%

29%

37%

Chain W

—
~
<

694

0
©
II“

ol
©
(&

GG

SL

(9%

8TTA

9171

Ll

0TT1

+

10T
00TI

©
D
0

284

083

8.4

9LV

YLV
€LT

S9TH

2921

65CI
85CH

95¢1
it
vS2A

csed
TGN

9%ea
[474)]
6€TT

9€TN
SETI

O

R LDWIDE
PROTEIN DATA BANK

W



1KYI

Full wwPDB X-ray Structure Validation Report

Page 13

14728

0%¥S

LEVE

Sevd
YETA

627y

SCTYA

ceva
154728

80%S
LOPI

00%H
66EN
86EL
LB6EH
96€T
S6eyd

26€D
T6€T

68€d
88€L

98€d

1

ATP-dependent hsl protease ATP-binding subunit hslU

T8V

LLET

vLEN
eLEY

3

69€4

L9€T

29el

6GET

e Molecule 1

LGEN

29%

31%

36%

Chain X

L7a

Sve
91
€%d
(471

071

9ogd
SEM
ved

ced
Te1
OEV
LTA

4

)
=1

9d
SL

6TTN

STTd

80€s
LOEY

S0€d

€0€T

00eL
6621

LBTH

S6CH
1o

T62A

98CA

¥8¢d
€8CT
(4148

082y
6.20

6928

L4748

[%47%43]

8EVA
LEVH

Sevd
vETA

ELEV

0LeL
69€4

L9€T
99eN

6S€T

e Molecule 2

L5e)

€5€L

ATP-dependent protease hslV

7%

36%

56%

Chain G

094

8Gd
184

€SV

TSV

8¥%D

9vd

(47

0%d

LET
9€Y

Ll

0EN

8¢

44\

128

610
819

L0TL

ATP-dependent protease hslV

e Molecule 2

6%

37%

57%

Chain H

z8M
180

8.1
1.3

vLs

- N o
Lo [
A [l

L9H

91

094

PAES

84
€3SV

14

8¥%D

ovd

{478

LT
TL14
0L1d

1974

T9TA

6STI

€GT1

8¥TI

ATP-dependent protease hslV

e Molecule 2

O

R LDWIDE
PROTEIN DATA BANK

W



1KYI

Full wwPDB X-ray Structure Validation Report

Page 14

7%

37%

55%

Chain I

TLTT
TL1d
0L73

1974

TITA

6STI

GSTI

€STT

9174

Y110
ETTA
CITA

0TTD

L}

961
S61

€6V

i

881
L8V

S8a

ATP-dependent protease hslV

e Molecule 2

6%

36%

57%

Chain J

094

3

854
184

TSV

8¥%D

ovd

© o o © ~ o o
4 = — (& =

!
I
(%!

81D
L1a

YIA
E€TA
CTA

L4

n ~ © 0 ©
<} 0 aQ O
a < 4 -

Ss

LT
TL1d
0L1d

L9T4

E€9TL

T9TA

€GT1

8¥TI
Ly13

IS

TvIL

LETT
9ETY

SeIs

{494
1211

ATP-dependent protease hslV

6TTh

9113
ST1d
7IT0
E€TTA
CTIA
T11d
0T1D

LOTL

S0TI

e Molecule 2

6% -

LRl
~ s~
PR N

38%

56%

Chain K

180

8.1
L.3

LS

L9H

%91

094

PAES

~
e
<

TL13
0L1d

L974

T9TA

6GTI

SGTI

€911

8YTI
LT3

¥vis

LETT
9ETV

8N

LT

ATP-dependent protease hslV

e Molecule 2

6%

38%

55%

Chain L

cLTT
TL1d
0L13

1974

3

€9TL

TOTA

6STI

€STT

811
Ly1a

vvis

71l

LETT

ATP-dependent protease hslV

e Molecule 2

6%

38%

55%

Chain M

O

R LDWIDE
PROTEIN DATA BANK

W



1KYI

Full wwPDB X-ray Structure Validation Report

Page 15

9LA

.S

cL1

99

%91

193

6G1

184
99T

£
i

€SV

8¥%D
LYY
94

€71
{47\

Le7T

£eX

ATP-dependent protease hslV

ey
0EN

8¢y

3

i

€GT1

0STd
6VTA

TVIL

9ETV

SETH

T€T1

921H
SCTS

€¢TI
[44A
1211
0ZTI

LT13

ST1d

E€TTA

e Molecule 2

6%

40%

53%

Chain N

.S

LT

L9H

%91

194

63T

991

o
3

LET

SeY

€eX

Tev
0EN

610

L1a
91D

YIA

(49
11D

N ™M wn N~

€9TL

T9TA

6STI

LSTD

€STT

0STH

171l

9ETY

SETH

TETT

pran]

921D
SCTS

€CTI
(444
12T
0zTI
6TTD
811d
L1174

€TTA
CITA
T11a

801D

SOTI
%011

66d
S61

167
063
684
881

8l
€84
z8M
18a
0831

9LA

ATP-dependent protease hslV

e Molecule 2

.

6%

~
©
=

40%

53%

Chain O

9LA

.S

LT

o <
© ©
Mo

194

63T

154
9S1

8%d
L9V
9%d
{47\
LET

€eX

TEV

62D
8T

j£4\

610
819
L1a
919

TIA

(47
110

N ™M wn N~

3

€9TL

TOTA

6STI

LSTD

GSTI

€STT

TSTH
0§73

EVTT

71l

161
063
684
881

78l
€84
z8M
T80
083

ATP-dependent protease hslV

e Molecule 2

7%

© © © Q
5 =} == =

41%

51%

Chain P

V.S

(=23
)
—

© N~
n w
'-lu‘l

o
0
<

i

8¥%d
LvV
9%d

€9TL

TOTA

6STI

LSTD

€STT

0STd

811

€711

Il

9€TV
SETY

TETT

121D
921H
G218

€CTI
[4an
L14a%¢
0211

ETTA
TITA
T11a

801D

SOTI
7011

66d

961
S61

T61
063
684

78l
€84
z8M
T80
084

9LA

ATP-dependent protease hslV

e Molecule 2

.

7%

41%

52%

Chain Q

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



1KYI

Full wwPDB X-ray Structure Validation Report

Page 16

L1

~
;-
T

791

193

6G1

961

8¥D
LYY
ovd

€71
{47\

LET

610
81D
L1a
91D

YIA

(49
TT0

N M wn Iy

STTd

E€TTA

111Q

LBA

S61

161
063

780

©
~
=

ATP-dependent protease hslV

e Molecule 2

6%

- ~
[~ = =

38%

55%

Chain R

.S

@
v}
)

© N~
9
=

®
0
<

8%D
LYY

3

S8

€I
L

T9TA

0STd

€711

171l

i

9ETY
SETH

TETT

21D
921
SCTS

€CTI
(44
2Tl
02TI

STTd
ETTA
CTTA
T11a
801D

SOTI
Y011

66d

€84
8N
780
0834

9LA

O

R LDWIDE
PROTEIN DATA BANK

W



Page 17

Full wwPDB X-ray Structure Validation Report

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section is therefore incomplete.

Property Value Source
Space group P 21212 Depositor
Cell constants 208.51A 219.97A 242.63A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
Resolution (A) 30.00 - 3.10 Depositor
/0 Data completencss 92.9 (30.00-3.10) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Reym 0.06 Depositor
Refinement program CNS Depositor
R, Ryree 0.266 , 0.288 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 45756 wwPDB-VP
Average B, all atoms (A?) 92.0 wwPDB-VP
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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: LVS,
ATP

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

. Bond lengths Bond angles

Mol | Chain | prigy7 1 47155 | RMSZ #4|Z| >5

1 A 0.55 1/2515 (0.0%) | 0.80 4/3391 (0.1%)

1 B 0.55 0/2515 0.75 2/3391 (0.1%)

1 C 0.56 0/2515 0.76 2/3391 (0.1%)

1 D 0.56 0/2515 0.75 2/3391 (0.1%)

1 E 0.57 0/2515 0.75 2/3391 (0.1%)

1 F 0.54 0/2515 0.74 3/3391 (0.1%)

1 S 0.29 0/2495 0.57 0/3360

1 T 0.30 0/2495 0.57 0/3360

1 U 0.30 0/2495 0.57 0/3360

1 \Y 0.30 0/2495 0.58 0/3360

1 W 0.30 0/2495 0.57 0/3360

1 X 0.29 0/2495 0.57 1/3360 (0.0%)

2 G 0.55 0/1304 0.77 0/1765

2 H 0.55 0/1304 0.77 0/1765

2 I 0.57 0/1304 0.79 0/1765

2 J 0.60 0/1304 0.80 0/1765

2 K 0.54 0/1304 0.77 0/1765

2 L 0.57 0/1304 0.79 0/1765

2 M 0.45 0/1275 0.70 0/1732

2 N 0.48 0/1275 0.72 0/1732

2 0O 0.47 0/1275 0.70 0/1732

2 P 0.48 0/1275 0.72 0/1732

2 Q 0.46 0/1275 0.72 0/1732

2 R 0.48 1/1275 (0.1%) | 0.71 0/1732
All All 0.47 | 2/45534 (0.0%) | 0.70 | 16/61488 (0.0%)

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
R 1 THR C-N 8.01 1.52 1.34
1 A 263 | CYS | CB-SG | -5.19 1.73 1.81
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All (16) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 A 234 | LEU | CA-CB-CG | 10.08 138.48 115.30
1 A 234 | LEU N-CA-C -8.40 88.32 111.00
1 A 436 | ASN N-CA-C 6.53 128.63 111.00
1 C 436 | ASN N-CA-C 6.45 128.41 111.00
1 B 436 | ASN N-CA-C 6.24 127.86 111.00
1 F 436 | ASN N-CA-C 6.20 127.74 111.00
1 D 434 | VAL N-CA-C 6.19 127.72 111.00
1 C 434 | VAL N-CA-C 6.11 127.50 111.00
1 E 436 | ASN N-CA-C 6.10 127.47 111.00
1 E 434 | VAL N-CA-C 6.04 127.29 111.00
1 D 436 | ASN N-CA-C 6.00 127.19 111.00
1 A 434 | VAL N-CA-C 5.99 127.19 111.00
1 F 434 | VAL N-CA-C 5.96 127.09 111.00
1 B 434 | VAL N-CA-C 5.53 125.92 111.00
1 F 438 | ASP N-CA-C -5.16 97.07 111.00
1 X 444 | LEU | CA-CB-CG | 5.02 126.85 115.30

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
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 2488 0 2546 148 0
1 B 2488 0 2546 150 0
1 C 2488 0 2546 144 0
1 D 2488 0 2546 142 0
1 E 2488 0 2546 136 0
1 F 2488 0 2546 142 0
1 S 2469 0 2540 159 0
1 T 2469 0 2540 148 0
1 U 2469 0 2540 155 0
1 \% 2469 0 2540 154 0
1 W 2469 0 2540 144 0
1 X 2469 0 2540 154 1

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 G 1290 0 1288 98 0
2 H 1290 0 1288 103 0
2 I 1290 0 1288 108 0
2 J 1290 0 1288 108 0
2 K 1290 0 1288 99 0
2 L 1290 0 1288 103 0
2 M 1261 0 1239 105 0
2 N 1261 0 1239 106 0
2 O 1261 0 1239 106 0
2 P 1261 0 1239 122 0
2 Q 1261 0 1239 111 0
2 R 1261 0 1239 106 0
3 A 31 0 12 3 0
3 B 31 0 12 5 0
3 C 31 0 12 8 0
3 D 31 0 12 5 0
3 E 31 0 12 6 0
3 F 31 0 12 4 0
3 S 31 0 12 3 0
3 T 31 0 12 4 0
3 U 31 0 12 5 0
3 \% 31 0 12 2 0
3 W 31 0 12 4 0
3 X 31 0 12 3 0
4 G 28 0 36 15 0
4 H 28 0 36 14 0
4 I 28 0 36 16 0
4 J 28 0 36 22 0
4 K 28 0 36 17 0
4 L 28 0 36 14 0
4 M 28 0 36 12 0
4 N 28 0 36 15 0
4 O 28 0 36 11 0
4 P 28 0 36 12 0
4 Q 28 0 36 13 0
4 R 28 0 36 12 0

All All 45756 0 46254 2818 1

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 31.

All (2818) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:P:1: THR:HG21 2:P:33:LYS:CD 1.47 1.44
2:G:1:THR:CG2 2:G:33:LYS:CE 1.98 1.41
2:0:1:THR:HG21 2:0:33:LYS:CD 1.50 1.40
2:H:1: THR:HG21 2:H:33:LYS:CE 1.53 1.38
2:G:1:THR:HG21 2:G:33:LYS:CD 1.53 1.38
2:H:1: THR:HG21 2:H:33:LYS:CD 1.52 1.36
2:L:1: THR:HG21 2:1.:33:LYS:CD 1.59 1.30
2:M:1: THR:CG2 2:M:33:LYS:HE2 1.62 1.29
2:R:1: THR:HG21 2:R:33:LYS:CD 1.61 1.28
2:0:1:THR:CG2 2:0:33:LYS:CE 2.13 1.27
2:P:1: THR:CG2 2:P:33:LYS:CE 2.12 1.27
2:H:1: THR:HG23 2:H:33:LYS:NZ 1.50 1.26
2:H:1:THR:CG2 2:H:33:LYS:CE 2.15 1.24
2:1:1: THR:HG21 2:1:33:LYS:CD 1.69 1.22
2:K:1: THR:HG21 2:K:33:LYS:CD 1.73 1.17
2:P:1: THR:HG23 2:P:33:LYS:HE2 1.23 1.17
2:Q:1:THR:HG21 2:Q:33:LYS:CD 1.73 1.17
2:G:18:GLY:HA2 2:G:33:LYS:NZ 1.58 1.17
2:0:1:THR:HG21 2:0:33:LYS:HD2 1.16 1.16
2:G:1:THR:HG21 2:G:33:LYS:HD2 1.24 1.15
2:G:1:THR:HG21 2:G:33:LYS:CE 1.64 1.14
2:Q:1:THR:HG21 2:Q:33:LYS:HD2 1.27 1.14
2:P:1: THR:HG21 2:P:33:LYS:HD2 1.14 1.13
2:G:1:THR:HG23 2:G:33:LYS:HE3 1.23 1.13
2:R:1:THR:HG21 2:R:33:LYS:HD2 1.23 1.13
2:M:1:THR:CG2 2:M:33:LYS:CE 2.26 1.12
2:J:1: THR:HG22 2:J:17:ASP:OD1 1.50 1.12
2:M:1: THR:HG21 2:M:33:LYS:HD2 1.23 1.12
2:G:1: THR:CG2 2:G:33:LYS:HE2 1.76 1.11
2:G:56:LEU:CD1 2:G:95:LEU:HG 1.81 1.10
2:N:1: THR:HG21 2:N:33:LYS:CD 1.80 1.10
2:P:1: THR:CG2 2:P:33:LYS:HE2 1.77 1.09
2:R:56:LEU:HD23 2:R:95:LEU:HD13 1.34 1.09
2:L:56:LEU:HD13 2:1:95:LEU:HG 1.34 1.08
2:0:1: THR:CG2 2:0:33:LYS:HE2 1.79 1.08
2:0:1:THR:HG23 2:0:33:LYS:HE2 1.25 1.08

2:J:33:LYS:NZ 4:J:175:LVS:HB32 1.69 1.08
2:H:1: THR:HG21 2:H:33:LYS:HD3 1.31 1.07
2:K:56:LEU:HD13 2:K:95:LEU:HG 1.36 1.07
2:R:1:THR:CG2 2:R:33:LYS:CE 2.33 1.07

1:F:406:LYS:H 1:F:406:LYS:HD2 1.19 1.07
2:N:56:LEU:HD23 2:N:95:LEU:HD13 1.34 1.07

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:M:1: THR:HG21 2:M:33:LYS:CD 1.85 1.06
2:N:1: THR:HG21 2:N:33:LYS:HD2 1.32 1.06
2:P:7:ARG:HE 2:P:12:VAL:HG22 1.21 1.06
2:P:1: THR:CG2 2:P:33:LYS:CD 2.31 1.06
1:B:20:GLN:HA 1:B:20:GLN:HE21 1.16 1.05
2:0:56:LEU:HD23 2:0:95:LEU:HD13 1.36 1.05
1:E:20:GLN:HA 1:E:20:GLN:HE21 1.18 1.05
2:M:1: THR:HG23 2:M:33:LYS:HE2 1.11 1.05
2:0:1: THR:CG2 2:0:33:LYS:CD 2.33 1.05
2:Q:56:LEU:HD23 2:Q:95:LEU:HD13 1.39 1.05
1:B:406:LYS:H 1:B:406:LYS:HD2 1.19 1.04
2:K:1:THR:CG2 2:K:33:LYS:HD3 1.87 1.04
2:L:1: THR:HG23 2:L:33:LYS:NZ 1.72 1.04
2:M:7:ARG:HE 2:M:12:VAL:HG22 1.22 1.04
2:M:56:LEU:HD23 2:M:95:LEU:HD13 1.38 1.04
2:P:1: THR:CG2 2:P:33:LYS:HD2 1.88 1.04
2:H:1: THR:CG2 2:H:33:LYS:CD 2.36 1.03
1:C:20:GLN:HA 1:C:20:GLN:HE21 1.20 1.03
2:P:1: THR:HG21 2:P:33:LYS:CE 1.80 1.03
2:R:1:THR:CG2 2:R:33:LYS:CD 2.35 1.03
2:H:1:THR:HG21 2:H:33:LYS:HE2 1.39 1.03
2:J:56:LEU:HD13 2:J:95:LEU:HG 1.40 1.02
1:C:406:LYS:H 1:C:406:LYS:HD2 1.23 1.02
2:Q:7T:ARG:HE 2:Q:12:VAL:HG22 1.22 1.02
2:R:1:THR:CG2 2:R:33:LYS:HD2 1.89 1.02
2:G:18:GLY:CA 2:G:33:LYS:NZ 2.22 1.02
2:L:1:THR:CG2 2:L:33:LYS:CD 2.38 1.02
2:R:7:ARG:HE 2:R:12:VAL:HG22 1.20 1.02
2:H:56:LEU:CD1 2:H:95:LEU:HG 1.90 1.02
2:L:1:THR:CG2 2:1:33:LYS:CE 2.37 1.01
2:K:56:LEU:CD1 2:K:95:LEU:HG 1.90 1.01
2:0:1:THR:CG2 2:0:33:LYS:HD2 1.90 1.01
2:L:1:THR:HG21 2:L:33:LYS:HD3 1.03 1.01
2:N:7:ARG:HE 2:N:12:VAL:HG22 1.23 1.01
1:A:406:LYS:H 1:A:406:LYS:HD2 1.24 1.00
2:G:1:THR:CG2 2:G:33:LYS:HE3 1.75 1.00
2:H:1: THR:CG2 2:H:33:LYS:NZ 2.21 1.00
2:0:7:ARG:HE 2:0:12:VAL:HG22 1.23 1.00
2:I:1: THR:HG23 2:1:33:LYS:HZ1 1.22 1.00
1:F:20:GLN:HA 1:F:20:GLN:HE21 1.25 1.00
2:P:56:LEU:HD23 2:P:95:LEU:HD13 1.43 1.00

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:1:56:LEU:HD13 2:1:95:LEU:HG 1.43 1.00
2:Q:1:THR:CG2 2:QQ:33:LYS:HD2 1.93 0.99
2:I:1: THR:CG2 2:1:33:LYS:HD3 1.91 0.99
1:D:406:LYS:H 1:D:406:LYS:HD2 1.25 0.98
2:0:49:GLY:HA2 4:0:175:LVS:HA2 1.43 0.98
2:N:49:GLY:HA2 4:N:175:LVS:HA2 1.45 0.98
2:0:1:THR:HG23 2:0:33:LYS:CE 1.86 0.98
2:R:49:GLY:HA2 4:R:175:LVS:HA2 1.45 0.98
2:N:1: THR:HG23 2:N:33:LYS:HE2 1.44 0.98
2:P:49:GLY:HA2 4:P:175:LVS:HA2 1.45 0.98
2:Q:49:GLY:HA2 4:Q:175:LVS:HA?2 1.40 0.98
2:G:18:GLY:CA 2:G:33:LYS:HZ1 1.74 0.98
2:1:56:LEU:CD1 2:1:95:LEU:HG 1.91 0.98
1:C:20:GLN:HE21 1:C:20:GLN:CA 1.78 0.97
1:C:79:ILE:HG22 1:C:103:LEU:HD13 1.43 0.97
2:J:56:LEU:CD1 2:J:95:LEU:HG 1.94 0.96
1:A:232:ALA:O 1:A:233:LYS:HB2 1.61 0.96
2:N:1: THR:CG2 2:N:33:LYS:CE 2.43 0.96
2:H:1: THR:CG2 2:H:33:LYS:HE2 1.93 0.96
2:Q:1: THR:CG2 2:Q:33:LYS:CD 2.43 0.96
2:1:1: THR:HG21 2:1:33:LYS:HD3 0.98 0.96
1:B:391:1ILE:HG22 1:C:321:PRO:HB3 1.47 0.96
1:W:120:ARG:H 1:W:120:ARG:HD2 1.26 0.96
1:E:406:LYS:H 1:E:406:LYS:HD2 1.29 0.95
2:L:56:LEU:CD1 2:L:95:LEU:HG 1.97 0.95
2:M:49:GLY:HA2 4:M:175:LVS:HA2 1.48 0.94
2:P:1: THR:HG23 2:P:33:LYS:CE 1.85 0.94
2:H:33:LYS:HE2 4:H:175:LVS:HB32 1.48 0.94
2:G:1:THR:HG22 2:G:33:LYS:HE2 1.48 0.94
2:K:1:THR:HG23 2:K:33:LYS:NZ 1.81 0.94
2:0:1:THR:HG21 2:0:33:LYS:CE 1.83 0.94
2:K:1: THR:HG21 2:K:33:LYS:HD3 0.94 0.94
2:Q:1:THR:CG2 2:Q:33:LYS:CE 2.45 0.94
2:K:1:THR:CG2 2:K:33:LYS:NZ 2.31 0.93
1:D:20:GLN:HE21 1:D:20:GLN:HA 1.33 0.93
1:B:20:GLN:HE21 1:B:20:GLN:CA 1.82 0.93
2:L:1:THR:CG2 2:1:33:LYS:HZ2 1.80 0.93
1:E:20:GLN:HE21 1:E:20:GLN:CA 1.80 0.93
2:I:1:THR:CG2 2:1:33:LYS:NZ 2.32 0.93
1:E:27:VAL:HB 1:E:70:LEU:HD22 1.51 0.92
1:F:79:ILE:HG22 1:F:103:LEU:HD13 1.50 0.92

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:1:1: THR:HG23 2:1:33:LYS:NZ 1.84 0.92
2:H:56:LEU:HD13 2:H:95:LEU:HG 1.49 0.92
1:A:20:GLN:HE21 1:A:20:GLN:HA 1.35 0.91
2:K:125:SER:H 4:K:175:LVS:H1’1 1.35 0.91
2:G:86:ARG:HB3 2:G:86:ARG:HH11 1.34 0.91
2:1:86:ARG:HB3 2:1:86:ARG:HH11 1.33 0.91
2:1:105:1ILE:HG23 2:1:113:VAL:HB 1.53 0.91
2:K:1: THR:HG22 2:K:17:ASP:OD1 1.68 0.91
1:A:391:ILE:HG22 1:B:321:PRO:HB3 1.51 0.90
1:A:409:PHE:CD1 1:B:6:PRO:HB3 2.07 0.90
2:K:17:ASP:O 2:K:33:LYS:HD2 1.72 0.90
2:H:86:ARG:HB3 2:H:86:ARG:HH11 1.35 0.89
2:H:1: THR:HG23 2:H:33:LYS:HZ3 1.09 0.89
2:J:125:SER:H 4:J:175:LVS:H1'1 1.34 0.89
2:R:1:THR:CG2 2:R:33:LYS:NZ 2.36 0.89
2:Q:17:ASP:0O 2:Q:33:LYS:HG3 1.73 0.89
2:J:105:ILE:HG23 2:J:113:VAL:HB 1.53 0.89
2:I:1: THR:CG2 2:1:33:LYS:CD 2.49 0.88
2:J:86:ARG:HB3 2:J:86:ARG:HH11 1.37 0.88
2:L:1:THR:CG2 2:L:33:LYS:NZ 2.33 0.88
1:A:233:LYS:HD3 1:A:235:ILE:HG13 1.54 0.88
1:F:20:GLN:HE21 1:F:20:GLN:CA 1.86 0.88
2:1:86:ARG:HB3 2:L:86:ARG:HH11 1.36 0.88
1:B:409:PHE:CD1 1:C:6:PRO:HB3 2.08 0.88
2:N:1: THR:CG2 2:N:33:LYS:HE2 2.01 0.88
2:Q:125:SER:H 4:Q:175:LVS:H1'1 1.38 0.88
2:1:33:LYS:HZ2 4:1:175:LVS:HB32 1.38 0.88
2:M:17:ASP:O 2:M:33:LYS:HG3 1.73 0.88
2:1:1: THR:CG2 2:1:33:LYS:CE 2.52 0.87
1:X:439:LEU:HD23 1:X:439:LEU:H 1.36 0.87
1:A:405:ASP:HB3 1:A:406:LYS:HD2 1.56 0.87
2:K:86:ARG:HB3 2:K:86:ARG:HH11 1.39 0.87
2:R:137:LEU:O 2:R:141: THR:HG22 1.75 0.87
2:M:1: THR:HG21 2:M:33:LYS:CE 2.04 0.87
1:D:79:1ILE:HG22 1:D:103:LEU:HD13 1.55 0.86
1:V:439:LEU:HD23 1:V:439:LEU:H 1.38 0.86
2:G:1: THR:N 4:G:175:LVS:CS 2.37 0.86
1:B:405:ASP:HB3 1:B:406:LYS:HD2 1.56 0.86
2:G:1:THR:H1 4:G:175:LVS:CS 1.87 0.86
2:L:1:THR:HG21 2:L:33:LYS:CE 2.03 0.86
1:A:235:ILE:HG22 1:A:237:PRO:HD3 1.56 0.86
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:B:443:1LE:HD11 2:H:72.LEU:HD11 1.58 0.86
2:K:105:ILE:HG23 2:K:113:VAL:HB 1.56 0.86
2:H:7:ARG:HD2 2:H:119:GLN:HG2 1.58 0.86
2:R:1: THR:HG23 2:R:33:LYS:CE 2.06 0.86
2:K:7:ARG:HD2 2:K:119:GLN:HG2 1.57 0.85
1:C:27:VAL:HB 1:C:70:LEU:HD22 1.56 0.85
2:I:1: THR:HG22 2:1:17:ASP:OD1 1.76 0.85
2:1:7:ARG:HD2 2:1:119:GLN:HG2 1.58 0.85
1:A:27:VAL:HB 1:A:70:LEU:HD22 1.56 0.85
2:G:56:LEU:HD13 2:G:95:LEU:HG 1.57 0.85
2:J:83:ARG:HG3 2:K:55: THR:HG22 1.58 0.84
1:V:279:GLN:HE21 1:V:320:ILE:HG12 1.42 0.84
2:N:125:SER:H 4:N:175:LVS:H1’2 1.43 0.84
1:D:405:ASP:HB3 1:D:406:LYS:HD2 1.59 0.84
1:S:439:LEU:H 1:S:439:LEU:HD23 1.40 0.84
1:T:439:LEU:HD23 1:T:439:LEU:H 1.42 0.84
1:C:391:1LE:HG22 1:D:321:PRO:HB3 1.60 0.84
1:E:367:ILE:HD11 1:E:421:1ILE:HD11 1.59 0.84
2:L:1: THR:N 4:L:175:LVS:CS 2.40 0.84
1:A:110:LEU:O 1:A:114:GLN:HB2 1.77 0.84
2:H:105:1LE:HG23 2:H:113:VAL:HB 1.58 0.84
1:W:439:LEU:HD23 1:W:439:LEU:H 1.40 0.84
2:L:1: THR:HG22 2:L:17:ASP:0OD1 1.78 0.84
2:L:125:SER:H 4:1.:175:LVS:H1’1 1.42 0.84
1:U:439:LEU:HD23 1:U:439:LEU:H 1.42 0.84
1:E:402:ARG:HH22 | 1:E:433:VAL:HG21 1.43 0.84
1:T:279:GLN:HE21 1:T:320:ILE:HG12 1.43 0.84
2:J:7:ARG:HD2 2:J:119:GLN:HG2 1.59 0.83
1:A:20:GLN:HE21 1:A:20:GLN:CA 1.91 0.83
1:C:405:ASP:HB3 1:C:406:LYS:HD2 1.58 0.83
2:0:1:THR:CG2 2:0:33:LYS:NZ 2.40 0.83
2:0:125:SER:H 4:0:175:LVS:H1’1 1.41 0.83
1:A:6:PRO:HB3 1:F:409:PHE:CD1 2.14 0.83
1:U:279:GLN:HE22 1:U:320:ILE:H 1.27 0.83
1:F:405:ASP:HB3 1:F:406:LYS:HD2 1.61 0.83
2:G:105:ILE:HG23 2:G:113:VAL:HB 1.59 0.83
2:H:1: THR:HG22 2:H:17:ASP:OD1 1.78 0.83
1:C:60:GLY:HA2 3:C:452:ATP:O3A 1.79 0.83
2:J:1:THR:N 4:J:175:LVS:CS 2.41 0.83
2:P:1: THR:CG2 2:P:33:LYS:NZ 2.41 0.82
1:U:279:GLN:HE21 1:U:320:ILE:HG12 1.44 0.82
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:1:1: THR:HG21 2:1:33:LYS:CE 2.10 0.82
2:R:1: THR:HG23 2:R:33:LYS:HE2 1.60 0.82
1:X:279:GLN:HE22 1:X:320:ILE:H 1.27 0.82
2:G:1:THR:HG22 2:G:17:ASP:OD1 1.79 0.82
2:L:7:ARG:HD2 2:L:119:GLN:HG2 1.62 0.82
2:R:1: THR:HG22 2:R:33:LYS:NZ 1.95 0.82
1:S:279:GLN:HE21 1:S:320:ILE:HG12 1.45 0.82
1:D:20:GLN:HE21 1:D:20:GLN:CA 1.92 0.82
1:E:443:1LE:HD11 2:K:72:LEU:HD11 1.61 0.82
2:N:1: THR:CG2 2:N:33:LYS:HD2 2.10 0.81
1:U:279:GLN:NE2 1:U:320:ILE:H 1.78 0.81
1:X:279:GLN:HE21 1:X:320:ILE:HG12 1.44 0.81
2:H:1:THR:H1 4:H:175:LVS:CS 1.93 0.81
2:R:42:VAL:HG12 2:R:99:ASP:HB3 1.63 0.81
1:S:12:GLU:HG2 1:S:73:LEU:HD23 1.60 0.81
1:B:79:ILE:HG22 1:B:103:LEU:HD13 1.60 0.81
2:M:125:SER:H 4:M:175:LVS:H1’1 1.44 0.81
1:W:12:GLU:HG2 1:W:73:LEU:HD23 1.62 0.81
2:H:33:LYS:CE 4:H:175:LVS:HB32 2.10 0.81
2:P:125:SER:H 4:P:175:LVS:H1’2 1.45 0.81
1:S:18:ILE:HD11 1:S:343:ARG:NH2 1.95 0.81
1:T:12:GLU:HG2 1:T:73:LEU:HD23 1.63 0.81
2:G:3:ILE:HG22 2:G:96:ILE:HD12 1.62 0.81
2:L:1:THR:HG23 2:1:33:LYS:HZ2 1.38 0.81
2:M:137:LEU:O 2:M:141: THR:HG22 1.79 0.81
1:E:404:MET:O 1:E:408:SER:HB2 1.80 0.81
2:K:1:THR:CG2 2:K:33:LYS:CD 2.51 0.81
1:U:12:GLU:HG2 1:U:73:LEU:HD23 1.63 0.81
1:A:233:LYS:HD3 1:A:235:ILE:CG1 2.10 0.80
1:X:12:GLU:HG2 1:X:73:LEU:HD23 1.62 0.80
2:K:1: THR:CG2 2:K:33:LYS:HZ2 1.94 0.80
2:K:1:THR:CG2 2:K:33:LYS:CE 2.59 0.80
2:R:125:SER:H 4:R:175:LVS:H1’1 1.44 0.80
1:V:279:GLN:NE2 1:V:320:1LE:H 1.79 0.80
1:D:402:ARG:HH22 | 1:D:433:VAL:HG21 1.44 0.80
2:N:1:THR:N 4:N:175:LVS:S 2.55 0.80
1:T:279:GLN:HE22 1:T:320:ILE:H 1.28 0.80
2:K:83:ARG:HG3 2:L:55:THR:HG22 1.64 0.80
2:Q:137:LEU:O 2:Q:141: THR:HG22 1.82 0.80
2:N:1: THR:HG23 2:N:33:LYS:CE 2.10 0.80
2:0:137:LEU:O 2:0:141:THR:HG22 1.82 0.80
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Atom-1 Atom-2 distance (A) overlap (A)
2:1:33:LYS:NZ 4:1:175:LVS:HB32 1.95 0.80
2:Q:1:THR:HG23 2:Q:33:LYS:HE2 1.62 0.80
1:T:7:ARG:HH12 1:U:410:SER:HB3 1.45 0.80
2:K:125:SER:H 4:K:175:LVS:CY1’ 1.94 0.79
1:C:402:ARG:HH22 | 1:C:433:VAL:HG21 1.47 0.79
1:X:369:PHE:HE2 1:X:421:ILE:HD12 1.47 0.79
1:B:362:THR:CG2 1:C:39:GLN:HG2 2.13 0.79
1:E:367:ILE:HD11 1:E:421:ILE:CD1 2.12 0.79
1:D:391:ILE:HG22 1:E:321:PRO:HB3 1.64 0.79
2:J:33:LYS:HZ3 4:J:175:LVS:HB32 1.47 0.79
2:N:1: THR:CG2 2:N:33:LYS:CD 2.59 0.79
2:G:7:ARG:HD2 2:G:119:GLN:HG2 1.63 0.79
2:M:17:ASP:C 2:M:33:LYS:HZ2 1.85 0.79
1:T:279:GLN:NE2 1:T:320:ILE:H 1.81 0.79
1:V:279:GLN:HE22 1:V:320:1LE:H 1.29 0.79
1:W:279:GLN:HE21 | 1:W:320:ILE:HG12 1.47 0.79
2:0:42:VAL:HG12 2:0:99:ASP:HB3 1.64 0.79
1:V:12:GLU:HG2 1:V:73:LEU:HD23 1.63 0.79
1:X:279:GLN:NE2 1:X:320:ILE:H 1.80 0.79
2:J: 1. THR:CG2 2:J:33:LYS:NZ 2.45 0.78
2:J:125:SER:H 4:J:175:LVS:C1’ 1.97 0.78
2:K:1: THR:HG23 2:K:33:LYS:HZ1 1.48 0.78
2:0:125:SER:H 4:0:175:LVS:CY’ 1.96 0.78
2:H:1:THR:N 4:H:175:LVS:CS 2.46 0.78
2:J:1: THR:HG21 2:J:33:LYS:NZ 1.99 0.78
2:I:1:THR:N 4:1:175:LVS:CS 2.45 0.78
1:S:279:GLN:HE22 1:S:320:ILE:H 1.30 0.78
1:A:79:ILE:HG22 1:A:103:LEU:HD13 1.64 0.78
1:S:279:GLN:NE2 1:S:320:ILE:H 1.80 0.78
1:U:388: THR:HG22 1:U:389:GLU:H 1.47 0.78
1:E:79:ILE:HG22 1:E:103:LEU:HD13 1.65 0.78
2:N:137:LEU:O 2:N:141: THR:HG22 1.81 0.78
2:N:1:THR:N 4:N:175:LVS:01’ 2.15 0.78
2:L:105:ILE:HG23 2:1.:113:VAL:HB 1.66 0.77
2:J:33:LYS:HZ1 4:J:175:LVS:HB32 1.46 0.77
2:P:42:VAL:HG12 2:P:99:ASP:HB3 1.63 0.77
2:G:18:GLY:HA2 2:G:33:LYS:HZ3 1.48 0.77
2:K:46:PHE:HB3 2:K:95:LEU:HD23 1.64 0.77
1:V:369:PHE:HE2 1:V:421:ILE:HD12 1.50 0.77
1:E:405:ASP:HB3 1:E:406:LYS:HD2 1.66 0.77
1:S:388: THR:HG22 1:5:389:GLU:H 1.50 0.77
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:E:119:ASN:O 1:E:234:LEU:HD12 1.84 0.77
2:H:83:ARG:HG3 2:1:55: THR:HG22 1.66 0.77
2:L:1:THR:CG2 2:1:33:LYS:HD3 1.99 0.77
1:B:409:PHE:CE1 1:C:6:PRO:HB3 2.19 0.77
2:M:17:ASP:C 2:M:33:LYS:NZ 2.38 0.77
1:B:403:LEU:HD23 1:B:404:-MET:N 2.00 0.77
1:D:443:ILE:HD11 2:J:72:LEU:HD11 1.66 0.77
2:1.46:PHE:HB3 2:1:95:LEU:HD23 1.67 0.77
1:W:279:GLN:NE2 1:W:320:1ILE:H 1.83 0.76
1:A:367:1ILE:HD11 1:A:421:1LE:CD1 2.16 0.76
2:K:3:ILE:HG22 2:K:96:ILE:HD12 1.68 0.76
2:Q:42:VAL:HG12 2:QQ:99:ASP:HB3 1.66 0.76
2:H:46:PHE:HB3 2:H:95:LEU:HD23 1.68 0.76
2:R:17:ASP:O 2:R:33:LYS:HG3 1.84 0.76
1:W:369:PHE:HE2 1:W:421:ILE:HD12 1.49 0.76
2:M:42:VAL:HG12 2:M:99:ASP:HB3 1.67 0.76
2:P:137:LEU:O 2:P:141: THR:HG22 1.85 0.76
1:E:440:SER:O 1:E:442:PHE:N 2.18 0.76
1:A:402:ARG:HH22 | 1:A:433:VAL:HG21 1.51 0.76
1:F:406:LYS:HD2 1:F:406:LYS:N 2.00 0.76
2:K:1: THR:N 4:K:175:LVS:CS 2.48 0.76
1:U:323:LEU:O 1:U:323:LEU:HD23 1.85 0.76
2:G:46:PHE:HB3 2:G:95:LEU:HD23 1.67 0.76
2:P:7:ARG:HH21 2:P:12:VAL:HG21 1.50 0.76
2:N:1: THR:HG21 2:N:33:LYS:CE 2.13 0.76
1:U:369:PHE:HE2 1:U:421:ILE:HD12 1.51 0.76
1:V:388: THR:HG22 1:V:389:GLU:H 1.51 0.76
2:L:46:PHE:HB3 2:L:95:LEU:HD23 1.68 0.76
1:A:39:GLN:HG2 1:F:362: THR:CG2 2.16 0.76
3:E:454:ATP:C8 3:E:454:ATP:H5’1 2.21 0.75
1:X:388: THR:HG22 1:X:389:GLU:H 1.49 0.75
2:J:1: THR:HG21 2:J:33:LYS:HZ2 1.49 0.75
1:B:402:ARG:HH22 | 1:B:433:VAL:HG21 1.48 0.75
1:E:38:MET:HA 1:E:45:ARG:HD2 1.69 0.75
2:G:17:ASP:C 2:G:33:LYS:HZ3 1.89 0.75
2:K:37.LEU:HD21 2:K:57:PHE:CZ 2.21 0.75
1:V:441:ARG:HB3 1:V:442:PHE:CD1 2.20 0.75
2:M:18:GLY:H 2:M:164:ASN:HD21 1.35 0.75
1:T:241:LYS:HE3 1:T:295:HIS:HA 1.66 0.75
2:Q:64:LEU:HD23 2:Q:74:SER:OG 1.85 0.75
1:W:279:GLN:HE22 1:W:320:ILE:H 1.32 0.75
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Atom-1 Atom-2 distance (A) overlap (A)
1:W:388: THR:HG22 1:W:389:GLU:H 1.52 0.75
2:P:64:LEU:HD23 2:P:74:SER:OG 1.86 0.75
1:D:402:ARG:NH2 1:D:433:VAL:HG21 2.00 0.75
1:F:443:.1LE:HD11 2:L:72:LEU:HD11 1.66 0.75
1:F:27:VAL:HB 1:F:70:LEU:HD22 1.69 0.74
1:F:119:ASN:ND2 1:F:234:LEU:HD12 2.01 0.74
2:K:13:VAL:HG22 2:K:171:GLU:HB3 1.67 0.74
1:X:20:GLN:OE1 1:X:333:LEU:HB3 1.87 0.74
2:1:13:VAL:HG22 2:L:171:GLU:HB3 1.68 0.74
2:M:7:ARG:HH21 2:M:12:VAL:HG21 1.51 0.74
1:S:15:GLN:O 1:S:348:PRO:HA 1.87 0.74
1:S:369:PHE:HE?2 1:S:421:ILE:HD12 1.50 0.74
1:A:406:LYS:HD2 1:A:406:LYS:N 2.02 0.74
2:R:1:THR:HG21 2:R:33:LYS:HD3 1.66 0.74
1:U:20:GLN:OE1 1:U:333:LEU:HB3 1.86 0.74
1:C:38:MET:HA 1:C:45:ARG:HD2 1.68 0.74
2:0:18:GLY:H 2:0:164:ASN:HD21 1.35 0.74
1:T:388: THR:HG22 1:T:389:GLU:H 1.51 0.74
1:A:6:PRO:HB3 1:F:409:PHE:CE1 2.23 0.74
2:J:1:THR:H3 4:J:175:LVS:C2’ 1.99 0.74
2:K:1: THR:HG23 2:K:33:LYS:CE 2.17 0.74
2:G:17:ASP:O 2:G:33:LYS:NZ 2.15 0.74
2:N:7:ARG:NE 2:N:12:VAL:HG22 2.02 0.74
2:N:42:VAL:HG12 2:N:99:ASP:HB3 1.68 0.74
1:W:439:LEU:O 1:W:441:ARG:N 2.21 0.74
1:T:323:LEU:HD23 1:T:323:LEU:O 1.86 0.74
1:D:60:GLY:HA2 3:D:453:ATP:03A 1.88 0.74
2:1:83:ARG:HG3 2:J:55:THR:HG22 1.69 0.74
2:G:48:GLY:H 4:G:175:LVS:H2’ 1.52 0.74
2:J:83:ARG:CG 2:K:55: THR:HG22 2.17 0.74
2:M:64:LEU:HD23 2:M:74:SER:OG 1.88 0.73
1:S:410:SER:HB3 1:X:7:ARG:HH12 1.53 0.73
1:V:20:GLN:OE1 1:V:333:LEU:HB3 1.87 0.73
1:C:403:LEU:HD23 1:C:404:MET:N 2.02 0.73
1:E:391:ILE:HG22 1:F:321:PRO:HB3 1.70 0.73
2:J:46:PHE:HB3 2:J:95:LEU:HD23 1.68 0.73
1:C:443:ILE:HD11 2:1:72:LEU:HD11 1.70 0.73
2:R:1:THR:CG2 2:R:33:LYS:HE2 2.18 0.73
1:S:20:GLN:OE1 1:S:333:LEU:HB3 1.89 0.73
1:S:323:LEU:O 1:S:323:LEU:HD23 1.87 0.73
1:A:403:LEU:HD23 1:A:404:MET:N 2.01 0.73
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Atom-1 Atom-2 distance (A) overlap (A)
2:G:83:ARG:HG3 2:H:55: THR:HG22 1.68 0.73
2:Q:17:ASP:CG 2:QQ:33:LYS:NZ 2.42 0.73
1:B:406:LYS:HD2 1:B:406:LYS:N 2.00 0.73
1:D:38: MET:HA 1:D:45:ARG:HD2 1.70 0.73
2:L:1:THR:HG23 2:L:33:LYS:CE 2.10 0.73
2:L:1:THR:H3 4:1:175:LVS:C2’ 2.01 0.73
1:F:23:ALA:HA 1:F:331:VAL:HG21 1.71 0.73
1:B:23:ALA:HA 1:B:331:VAL:HG21 1.70 0.73
2:J:48:GLY:H 4:J:175:LVS:H2’ 1.54 0.73
2:Q:7:ARG:HH21 2:Q:12:VAL:HG21 1.52 0.73
1:T:20:GLN:OE1 1:T:333:LEU:HB3 1.88 0.73
1:W:441:ARG:HB3 1:W:442:PHE:CD1 2.24 0.73
1:T:369:PHE:HE2 1:T:421:ILE:HD12 1.52 0.72
1:D:367:ILE:HD11 1:D:421:ILE:CD1 2.18 0.72
2:1:1: THR:H1 4:1:175:LVS:CS 2.02 0.72
1:D:406:LYS:HD2 1:D:406:LYS:N 2.03 0.72
2:P:7:ARG:NE 2:P:12:VAL:HG22 2.02 0.72
1:T:328:PRO:HA 1:U:398: THR:HG22 1.70 0.72
1:B:38:MET:HA 1:B:45:ARG:HD2 1.70 0.72
1:E:402:ARG:NH2 1:E:433:VAL:HG21 2.04 0.72
2:J:1:THR:N 4:J:175:LVS:S 2.62 0.72
2:J:105:ILE:CG2 2:J:113:VAL:HB 2.19 0.72
2:K:105:ILE:CG2 2:K:113:VAL:HB 2.20 0.72
1:W:323:LEU:HD23 1:W:323:LEU:O 1.88 0.72
1:A:38:MET:HA 1:A:45:ARG:HD2 1.71 0.72
2:N:125:SER:H 4:N:175:LVS:C1’ 2.01 0.72
1:T:441:ARG:HB3 1:T:442:PHE:CD1 2.24 0.72
2:N:64:LEU:HD23 2:N:74:SER:OG 1.89 0.72
1:B:437:GLU:C 1:B:439:LEU:N 2.38 0.71
2:N:7:ARG:HH21 2:N:12:VAL:HG21 1.53 0.71
1:U:395:ARG:O 1:U:399:VAL:HG23 1.90 0.71
1:V:18:ILE:HD11 1:V:343:ARG:NH2 2.05 0.71
1:E:437:GLU:C 1:E:439:LEU:N 2.41 0.71
2:H:13:VAL:HG22 2:H:171:GLU:HB3 1.72 0.71
1:B:111:VAL:HG21 1:B:244:ALA:HA 1.72 0.71
2:Q:18:GLY:H 2:Q:164:ASN:HD21 1.36 0.71
1:B:402:ARG:NH2 1:B:433:VAL:HG21 2.05 0.71
2:G:55: THR:HG22 2:L:83:ARG:HG3 1.71 0.71
3:B:451:ATP:C8 3:B:451:ATP:H5’1 2.25 0.71
1:F:406:LYS:H 1:F:406:LYS:CD 2.02 0.71
2:J:17:ASP:O 2:J:33:LYS:CD 2.39 0.71
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Atom-1 Atom-2 distance (A) overlap (A)

1:S:441:ARG:HB3 1:S:442:PHE:CD1 2.26 0.71
1:A:58:PRO:HG2 1:A:61:VAL:HG11 1.73 0.71
1:B:37:ARG:HD2 1:B:48:VAL:HG13 1.72 0.71
3:E:454:ATP:H5’1 3:E:454:ATP:HS8 1.53 0.71
2:1:13:VAL:HG22 2:1:171:GLU:HB3 1.72 0.71
1:D:409:PHE:CD1 1:E:6:PRO:HB3 2.25 0.71
2:R:7:ARG:HH21 2:R:12:VAL:HG21 1.53 0.71
2:1:1: THR:HG21 2:1:33:LYS:NZ 2.05 0.71
1:S:75:ASN:HD21 1:S:110:LEU:HD21 1.56 0.71
2:J:13:VAL:HG22 2:J:171:GLU:HB3 1.73 0.70
2:P:131:LEU:HD11 2:P:135:ARG:NE 2.06 0.70
2:R:18:GLY:H 2:R:164:ASN:HD21 1.37 0.70
1:X:439:LEU:O 1:X:441:ARG:N 2.24 0.70
1:A:367:ILE:HD11 1:A:421:ILE:HD11 1.71 0.70
1:B:27:VAL:HB 1:B:70:LEU:HD22 1.72 0.70
2:K:48:GLY:H 4:K:175:LVS:H2’ 1.56 0.70
2:K:83:ARG:CG 2:L:55:THR:HG22 2.19 0.70
1:U:441:ARG:HB3 1:U:442:PHE:CD1 2.26 0.70
1:W:15:GLN:O 1:W:348:PRO:HA 1.90 0.70
1:A:321:PRO:HB3 1:F:391:1ILE:HG22 1.72 0.70
2:P:18:GLY:H 2:P:164:ASN:HD21 1.38 0.70
2:R:125:SER:H 4:R:175:LVS:C1’ 2.05 0.70
1:X:441:ARG:HB3 1:X:442:PHE:CD1 2.26 0.70
2:R:7T:ARG:NE 2:R:12:VAL:HG22 2.02 0.70
2:G:13:VAL:HG22 2:G:171:GLU:HB3 1.73 0.70
1:T:279:GLN:NE2 1:T:320:ILE:HG12 2.06 0.70
1:D:403:LEU:HD23 1:D:404:MET:N 2.06 0.70
2:M:125:SER:H 4:M:175:LVS:CT1’ 2.04 0.70
1:T:327:LEU:N 1:T:328:PRO:HD3 2.07 0.70
1:X:369:PHE:CE2 1:X:421:1ILE:HD12 2.26 0.70
2:J:1: THR:HG21 2:J:33:LYS:CE 2.22 0.70
2:L:4:VAL:HG23 2:1:122:ALA:HB2 1.73 0.70
2:1:164:ASN:HD22 2:1:164:ASN:C 1.95 0.70
2:Q:125:SER:H 4:Q:175:LVS:CT1’ 2.03 0.70
2:R:1: THR:HG21 2:R:33:LYS:CE 2.11 0.70
1:C:20:GLN:HA 1:C:20:GLN:NE2 2.01 0.70
2:G:1: THR:N 4:G:175:LVS:CY1’ 2.55 0.70
1:D:27:VAL:HB 1:D:70:LEU:HD22 1.73 0.70
1:A:280:ARG:HD3 1:F:82:GLU:OE2 1.92 0.70
1:E:363:GLU:OE1 1:E:412:SER:HA 1.92 0.70
2:J:17:ASP:O 2:J:33:LYS:HD2 1.92 0.70
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:V:395:ARG:O 1:V:399:VAL:HG23 1.91 0.70
2:R:64:LEU:HD23 2:R:74:SER:OG 1.92 0.69
1:W:20:GLN:OE1 1:W:333:LEU:HB3 1.92 0.69
1:B:406:LYS:H 1:B:406:LYS:CD 2.02 0.69
1:F:38: MET:HA 1:F:45:ARG:HD2 1.74 0.69
1:S:100:ILE:HG13 1:S:291:VAL:HG21 1.74 0.69
1:W:369:PHE:CE2 1:W:421:ILE:HD12 2.27 0.69
2:J:1:THR:CG2 2:J:33:LYS:CE 2.71 0.69
2:Q:7T:ARG:NE 2:Q:12:VAL:HG22 2.04 0.69
2:R:1: THR:HG22 2:R:33:LYS:HZ2 1.57 0.69
1:U:100:ILE:HG13 1:U:291:VAL:HG21 1.73 0.69
2:K:33:LYS:NZ 4:K:175:LVS:HB32 2.07 0.69
2:Q:131:LEU:HD11 2:Q:135:ARG:NE 2.07 0.69
1:T:395:ARG:O 1:T:399:VAL:HG23 1.93 0.69
1:W:327:LEU:N 1:W:328:PRO:HD3 2.07 0.69
1:B:404:MET:O 1:B:408:SER:HB2 1.92 0.69
2:0:37:LEU:HB2 2:0:42:VAL:HG23 1.73 0.69
2:K:1: THR:HG21 2:K:33:LYS:CE 2.21 0.69
2:P:125:SER:H 4:P:175:LVS:C1’ 2.06 0.69
1:S:327:LEU:N 1:S:328:PRO:HD3 2.08 0.69
2:1:3:ILE:HG22 2:1:96:ILE:HD12 1.75 0.69
1:U:327:LEU:N 1:U:328:PRO:HD3 2.07 0.69
1:V:369:PHE:CE2 1:V:421:1ILE:HD12 2.28 0.69
1:X:100:ILE:HG13 1:X:291:VAL:HG21 1.75 0.69
1:A:270:GLY:C 1:A:272:ASP:H 1.93 0.69
2:H:22:LEU:HB2 4:H:175:LVS:HD13 1.75 0.69
2:M:37:LEU:HB2 2:M:42:VAL:HG23 1.75 0.69
2:R:1:THR:N 4:R:175:LVS:CS 2.56 0.69
1:U:328:PRO:HA 1:V:398: THR:HG22 1.75 0.69
2:L:1: THR:H1 4:1.:175:LVS:CS 2.05 0.68
1:A:437:GLU:C 1:A:439:LEU:N 2.45 0.68
1:F:437:GLU:C 1:F:439:LEU:N 2.41 0.68
2:1:48:GLY:H 4:1:175:LVS:H2’ 1.57 0.68
1:B:363:GLU:OE1 1:B:412:SER:HA 1.94 0.68
2:M:131:LEU:HD11 2:M:135:ARG:NE 2.08 0.68
2:0:64:LEU:HD23 2:0:74:SER:OG 1.92 0.68
2:Q:18:GLY:N 2:Q:33:LYS:HZ1 1.90 0.68
1:F:444.LEU.OXT 2:L:113:VAL:HA 1.92 0.68
1:C:443:1LE:HG21 2:1:114:GLN:HG3 1.75 0.68
2:0:7:ARG:HH21 2:0:12:VAL:HG21 1.58 0.68
2:Q:17:ASP:HA 2:Q:167:PHE:HB3 1.76 0.68
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Atom-1 Atom-2 distance (A) overlap (A)

1:S:439:LEU:O 1:S:441:ARG:N 2.27 0.68
2:1:22:LEU:HB2 4:1:175:LVS:HD13 1.75 0.68
2:J:1: THR:CG2 2:J:33:LYS:HE3 2.24 0.68
1:T:18:ILE:HD11 1:T:343:ARG:NH2 2.08 0.68
2:J:3:ILE:HG22 2:J:96:1ILE:HD12 1.76 0.68
1:S:369:PHE:CE2 1:S:421:1ILE:HD12 2.28 0.68
1:T:100:ILE:HG13 1:T:291:VAL:HG21 1.75 0.68
2:1:18:GLY:H 2:1:164:ASN:HD21 1.42 0.68
1:U:344:1ILE:HG23 3:U:458:ATP:C2 2.29 0.68
1:X:279:GLN:NE2 1:X:320:ILE:HG12 2.08 0.68
1:X:323:LEU:O 1:X:323:LEU:HD23 1.92 0.68
1:B:349:HIS:O 1:B:350:ALA:HB3 1.94 0.68
1:C:402:ARG:NH2 1:C:433:VAL:HG21 2.08 0.68
2:J:22:LEU:HB2 4:J:175:LVS:HD13 1.75 0.68
1:V:323:LEU:O 1:V:323:LEU:HD23 1.94 0.68
1:C:437:GLU:C 1:C:439:LEU:N 2.43 0.67
1:D:55:-MET:HE3 1:D:306:ILE:HG21 1.76 0.67
1:D:352:LEU:HD13 1:D:400:MET:HG3 1.75 0.67
1:C:403:LEU:HD23 1:C:403:LEU:C 2.15 0.67
1:E:280:ARG:HH11 1:E:280:ARG:HG3 1.57 0.67
2:N:37.LEU:HB2 2:N:42:VAL:HG23 1.74 0.67
1:T:369:PHE:CE2 1:T:421:.1ILE:HD12 2.29 0.67
1:A:235:ILE:O 1:A:236:ASN:HB3 1.93 0.67
1:A:264:LYS:HA 1:A:272:ASP:OD1 1.94 0.67
2:K:56:LEU:HD13 2:K:95:LEU:CG 2.20 0.67
1:V:54:LEU:HD21 1:V:327:LEU:HD13 1.76 0.67
1:V:100:ILE:HG13 1:V:291:VAL:HG21 1.75 0.67
1:D:404:-MET:O 1:D:408:SER:HB2 1.94 0.67
2:K:46:PHE:HB3 2:K:95:LEU:CD2 2.24 0.67
1:S:77:PRO:HD2 1:S:251:ASN:O 1.95 0.67
1:X:395:ARG:O 1:X:399:VAL:HG23 1.95 0.67
1:B:20:GLN:HA 1:B:20:GLN:NE2 1.99 0.67
1:W:345:LEU:HD23 | 1:W:374:VAL:HG13 1.76 0.67
2:R:37:LEU:HB2 2:R:42:VAL:HG23 1.76 0.67
1:U:369:PHE:CE2 1:U:421:1LE:HD12 2.29 0.67
1:W:100:ILE:HG13 | 1:W:291:VAL:HG21 1.76 0.67
1:A:403:LEU:HD23 1:A:403:LEU:C 2.14 0.67
1:V:279:GLN:NE2 1:V:320:ILE:HG12 2.09 0.67
1:A:37:ARG:HD2 1:A:48:VAL:HG13 1.75 0.67
1:E:403:LEU:HD23 1:E:404:MET:N 2.09 0.67
1:F:280:ARG:HH11 1:F:280:ARG:HG3 1.60 0.67
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Atom-1 Atom-2 distance (A) overlap (A)
2:Q:37:LEU:HB2 2:Q:42:VAL:HG23 1.77 0.67
1:W:395:ARG:O 1:W:399:VAL:HG23 1.95 0.67
2:Q:105:ILE:HG23 2:Q:113:VAL:HB 1.76 0.67
1:S:75:ASN:HD21 1:S:110:LEU:CD2 2.07 0.67
1:S:326:ARG:HA 1:S:326:ARG:HH11 1.60 0.67
1:V:327.:LEU:N 1:V:328:PRO:HD3 2.09 0.67
2:1:17:ASP:O 2:1:33:LYS:HD2 1.94 0.67
2:N:131:LEU:HD11 2:N:135:ARG:NE 2.10 0.67
1:U:54:LEU:HD21 1:U:327:LEU:HD13 1.77 0.67
1:X:327:LEU:N 1:X:328:PRO:HD3 2.07 0.67
2:G:1:THR:H1 4:G:175:LVS:CY1’ 2.07 0.66
2:G:144:SER:OG 2:G:147:GLU:HG3 1.95 0.66
2:Q:1:THR:HG23 2:Q:33:LYS:CE 2.21 0.66
1:C:440:SER:O 1:C:442:PHE:N 2.28 0.66
2:P:1:THR:N 4:P:175:LVS:CS 2.58 0.66
1:V:439:LEU:O 1:V:441:ARG:N 2.27 0.66
1:X:345:LEU:HD23 | 1:X:374:VAL:HG13 1.77 0.66
1:D:440:SER:O 1:D:442:PHE:N 2.28 0.66
2:R:17:ASP:HA 2:R:167:PHE:HB3 1.77 0.66
1:V:42:GLU:HB3 1:V:43:PRO:HD3 1.78 0.66
1:V:326:ARG:HA 1:V:326:ARG:HH11 1.61 0.66
1:E:20:GLN:HA 1:E:20:GLN:NE2 2.02 0.66
1:U:42:GLU:HB3 1:U:43:PRO:HD3 1.78 0.66
2:0:17:ASP:HB2 2:0:164:ASN:ND2 2.10 0.66
1:A:440:SER:HB3 2:H:32:ARG:HH22 1.60 0.66
1:D:443:ILE:HG21 2:J:114:GLN:HG3 1.77 0.66
2:L:3:ILE:HG22 2:1:96:ILE:HD12 1.76 0.66
1:T:345:LEU:HD23 | 1:T:374:VAL:HG13 1.77 0.66
1:X:42:GLU:HB3 1:X:43:PRO:HD3 1.77 0.66
2:H:48:GLY:H 4:H:175:LVS:H2’ 1.61 0.66
2:N:105:ILE:HG23 2:N:113:VAL:HB 1.77 0.66
1:S:395:ARG:O 1:S:399:VAL:HG23 1.96 0.66
1:U:279:GLN:NE2 1:U:320:ILE:HG12 2.09 0.66
1:B:5:THR:O 1:B:9:ILE:HG13 1.96 0.66
1:C:79:ILE:CG2 1:C:103:LEU:HD13 2.23 0.66
1:D:437:GLU:C 1:D:439:LEU:N 2.44 0.66
2:L:1:THR:CG2 2:1:33:LYS:HE3 2.26 0.66
1:U:345:LEU:HD23 | 1:U:374:VAL:HG13 1.78 0.66
2:H:18:GLY:H 2:H:164:ASN:HD21 1.41 0.65
2:0:7:ARG:NE 2:0:12:VAL:HG22 2.06 0.65
1:S:279:GLN:NE2 1:S:320:ILE:HG12 2.11 0.65
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Atom-1 Atom-2 distance (A) overlap (A)
1:U:265:LYS:HA 1:U:269:SER:HB3 1.78 0.65
1:F:349:HIS:O 1:F:350:ALA:HB3 1.96 0.65
1:T:7:ARG:NH1 1:U:410:SER:HB3 2.11 0.65
1:U:385:ASN:ND2 1:U:395:ARG:HE 1.94 0.65
3:D:453:ATP:C8 3:D:453:ATP:H5’1 2.32 0.65
1:F:367:ILE:HD11 1:F:421:1ILE:HD11 1.77 0.65
1:X:18:ILE:HD11 1:X:343:ARG:NH2 2.11 0.65
2:G:1: THR:CG2 2:G:33:LYS:CD 2.42 0.65
2:J:1:THR:H1 4:J:175:LVS:CS 2.09 0.65
1:T:75:ASN:HD21 1:T:110:LEU:HD22 1.61 0.65
1:A:402:ARG:NH2 1:A:433:VAL:HG21 2.11 0.65
2:J:1: THR:H3 4:J:175:LVS:CS 2.10 0.65
2:N:18:GLY:H 2:N:164:ASN:HD21 1.42 0.65
1:X:326:ARG:HA 1:X:326:ARG:HH11 1.60 0.65
1:D:270:GLY:C 1:D:272:ASP:H 1.99 0.65
2:G:164:ASN:HD22 2:G:164:ASN:C 1.98 0.65
2:M:1:THR:N 4:M:175:LVS:CS 2.60 0.65
2:M:7:ARG:NE 2:M:12:VAL:HG22 2.03 0.65
2:M:18:GLY:HA2 2:M:33:LYS:HZ2 1.61 0.65
2:P:37:LEU:HB2 2:P:42:VAL:HG23 1.76 0.65
1:T:326:ARG:HH11 1:T:326:ARG:HA 1.60 0.65
1:X:77:PRO:HD2 1:X:251:ASN:O 1.97 0.65
1:E:443:ILE:HG23 2:K:112:VAL:HG23 1.78 0.65
2:H:46:PHE:HB3 2:H:95:LEU:CD2 2.27 0.65
2:R:19:GLN:H 2:R:33:LYS:HZ1 1.43 0.65
1:T:77:PRO:HD2 1:T:251:ASN:O 1.97 0.65
1:A:280:ARG:HH11 | 1:A:280:ARG:HG3 1.61 0.65
2:1:164:ASN:C 2:1:164:ASN:HD22 1.99 0.65
2:P:112:VAL:HB 1:V:443:1LE:HD12 1.79 0.65
2:Q:72:LEU:HG 1:W:438:ASP:0D2 1.97 0.65
2:1:116:GLU:HG2 2:J:30:ASN:HD21 1.61 0.65
1:U:77:PRO:HD2 1:U:251:ASN:O 1.97 0.65
1:V:77:PRO:HD2 1:V:251:ASN:O 1.96 0.65
2:Q:1:THR:HG22 2:Q:33:LYS:NZ 2.12 0.65
1:B:362: THR:HG21 1:C:39:GLN:HG2 1.78 0.64
2:N:1:THR:N 4:N:175:LVS:CS 2.60 0.64
1:V:265:LYS:HA 1:V:269:SER:HB3 1.80 0.64
1:X:54:LEU:HD21 1:X:327:LEU:HD13 1.77 0.64
1:X:265:LYS:HA 1:X:269:SER:HB3 1.79 0.64
1:B:437:GLU:C 1:B:439:LEU:H 2.00 0.64
1:D:17:ILE:N 1:D:17:ILE:HD12 2.12 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
1:E:63:LYS:HD2 1:E:308:SER:HB2 1.78 0.64
1:B:440:SER:O 1:B:442:PHE:N 2.29 0.64
1:E:270:GLY:C 1:E:272:ASP:H 2.00 0.64
1:T:245:.1LE:HD11 1:T:295:HIS:O 1.97 0.64
1:U:326:ARG:HA 1:U:326:ARG:HH11 1.61 0.64
1:C:52:ASN:O 1:C:328:PRO:HD2 1.98 0.64
1:W:42:GLU:HB3 1:W:43:PRO:HD3 1.79 0.64
2:0:131:LEU:HD11 2:0:135:ARG:NE 2.11 0.64
2:Q:1:THR:N 4:Q:175:LVS:CS 2.60 0.64
1:W:328:PRO:HA 1:X:398: THR:HG22 1.80 0.64
2:G:17:ASP:C 2:G:33:LYS:NZ 2.50 0.64
2:K:81:ASP:O 2:K:88:LEU:HB2 1.97 0.64
1:W:54:LEU:HD21 | 1:W:327:LEU:HD13 1.78 0.64
1:E:60:GLY:HA2 3:E:454:ATP:03A 1.98 0.64
1:F:402:ARG:HH22 | 1:F:433:VAL:HG21 1.61 0.64
1:F:443:1LE:HG21 2:1:114:GLN:HG3 1.79 0.64
2:M:105:1ILE:HG23 2:M:113:VAL:HB 1.80 0.64
1:S:118:LYS:C 1:S:118:LYS:HD3 2.18 0.64
1:S:265:LYS:HA 1:S:269:SER:HB3 1.80 0.64
1:U:279:GLN:HE22 1:U:320:ILE:N 1.95 0.64
2:H:86:ARG:HB3 2:H:86:ARG:NH1 2.11 0.64
2:1:86:ARG:HB3 2:1:86:ARG:NH1 2.10 0.64
2:P:17:ASP:HB2 2:P:164:ASN:ND2 2.13 0.64
1:S:42:GLU:HB3 1:S:43:PRO:HD3 1.80 0.64
1:T:42:GLU:HB3 1:T:43:PRO:HD3 1.79 0.64
1:V:370: THR:CG2 1:V:422:ASP:HA 2.28 0.64
1:X:256:ILE:HD13 1:X:282:LEU:HD21 1.80 0.64
1:B:20:GLN:CA 1:B:20:GLN:NE2 2.57 0.64
1:C:406:LYS:HD2 1:C:406:LYS:N 2.03 0.64
1:F:440:SER:O 1:F:442:PHE:N 2.31 0.64
2:1:116:GLU:HG2 2:J:30:ASN:ND2 2.13 0.64
1:T:54:LEU:HD21 1:T:327:LEU:HD13 1.79 0.64
1:T:64: THR:HB 3:T:457:ATP:O1A 1.97 0.64
1:W:326:ARG:HH11 | 1:W:326:ARG:HA 1.62 0.64
1:B:403:LEU:HD23 1:B:403:LEU:C 2.17 0.64
1:D:233:LYS:HB2 1:D:233:LYS:NZ 2.13 0.64
2:H:37:LEU:HD21 2:H:57:PHE:CZ 2.33 0.64
1:U:439:LEU:O 1:U:441:ARG:N 2.30 0.64
1:A:440:SER:O 1:A:442:PHE:N 2.31 0.63
1:F:37:ARG:HD2 1:F:48:VAL:HG13 1.79 0.63
1:F:367:1ILE:HD11 1:F:421:ILE:CD1 2.28 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
2:L:56:LEU:HD13 2:L:95:LEU:CG 2.21 0.63
2:R:131:LEU:HD11 2:R:135:ARG:NE 2.13 0.63
1:W:265:LYS:HA 1:W:269:SER:HB3 1.80 0.63
1:W:279:GLN:NE2 1:W:320:ILE:HG12 2.12 0.63
1:A:409:PHE:CE1 1:B:6:PRO:HB3 2.33 0.63
1:D:406:LYS:H 1:D:406:LYS:CD 2.05 0.63
1:F:60:GLY:HA2 3:F:455:ATP:0O3A 1.98 0.63
2:K:18:GLY:H 2:K:164:ASN:HD21 1.43 0.63
2:N:7:ARG:HH21 2:N:12:VAL:CG2 2.11 0.63
2:0:105:ILE:HG23 2:0:113:VAL:HB 1.79 0.63
2:Q:17:ASP:HB2 2:QQ:164:ASN:ND2 2.14 0.63
1:E:37:ARG:HD2 1:E:48:VAL:HG13 1.80 0.63
1:F:403:LEU:HD23 1:F:404:-MET:N 2.13 0.63
2:1.:125:SER:H 4:1:175:LVS:C1’ 2.11 0.63
2:P:3:ILE:O 2:P:122:ALA:HA 1.98 0.63
1:T:265:LYS:HA 1:T:269:SER:HB3 1.80 0.63
1:V:5:THR:OGl1 1:V:6:PRO:HD2 1.97 0.63
1:C:280:ARG:HH11 1:C:280:ARG:HG3 1.63 0.63
2:J:7:ARG:HD2 2:J:119:GLN:CG 2.27 0.63
2:L:48:GLY:H 4:1,:175:LVS:H2’ 1.64 0.63
2:R:105:ILE:HG23 2:R:113:VAL:HB 1.80 0.63
1:S:54:LEU:HD21 1:S:327:LEU:HD13 1.80 0.63
1:D:367:ILE:HD11 1:D:421:1ILE:HD11 1.81 0.63
2:N:17:ASP:O 2:N:33:LYS:HG3 1.97 0.63
1:X:279:GLN:HE22 1:X:320:ILE:N 1.95 0.63
1:A:408:SER:O 1:B:36:ARG:NH2 2.30 0.63
2:L:37:LEU:HD21 2:L:57:PHE:CZ 2.33 0.63
2:H:3:ILE:HG22 2:H:96:1ILE:HD12 1.81 0.63
2:M:17:ASP:O 2:M:33:LYS:NZ 2.30 0.63
1:B:352:LEU:HD13 1:B:400:MET:HG3 1.81 0.63
1:F:20:GLN:HA 1:F:20:GLN:NE2 2.06 0.63
2:0:1:THR:HG21 2:0:33:LYS:HD3 1.72 0.63
1:T:15:GLN:O 1:T:348:PRO:HA 1.99 0.63
2:I:1:THR:CG2 2:1:33:LYS:HZ1 1.97 0.62
2:L:46:PHE:HB3 2:1:95:LEU:CD2 2.28 0.62
2:P:5:SER:HB2 2:P:14:VAL:HG22 1.81 0.62
1:T:279:GLN:HE22 1:T:320:ILE:N 1.97 0.62
1:V:385:ASN:ND2 1:V:395:ARG:HE 1.97 0.62
2:P:3:ILE:HB 2:P:123:1ILE:HG13 1.81 0.62
1:E:409:PHE:CD1 1:F:6:PRO:HB3 2.34 0.62
2:G:18:GLY:HA2 2:G:33:LYS:HZ2 1.63 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:116:GLU:HG2 2:1:30:ASN:ND2 2.14 0.62
2:H:137:LEU:CD1 2:N:136:ALA:HB1 2.29 0.62
2:0:1:THR:N 4:0:175:LVS:CS 2.61 0.62
2:Q:1:THR:HG21 2:Q:33:LYS:HD3 1.76 0.62
1:T:345:LEU:HD13 | 1:T:396:LEU:HD22 1.81 0.62
1:V:345:LEU:HD23 | 1:V:374:VAL:HG13 1.80 0.62
2:G:18:GLY:C 2:G:33:LYS:HZ1 2.02 0.62
2:M:18:GLY:CA 2:M:33:LYS:HZ2 2.13 0.62
2:Q:1:THR:CG2 2:Q:33:LYS:HE2 2.19 0.62
2:R:8:ARG:O 2:R:11:GLN:HB2 1.99 0.62
1:U:18:ILE:HD11 1:U:343:ARG:NH2 2.14 0.62
1:U:370: THR:CG2 1:U:422:ASP:HA 2.30 0.62
1:X:115:GLU:HG2 1:X:119:ASN:ND2 2.14 0.62
2:1:1: THR:HG23 2:1:33:LYS:CE 2.24 0.62
2:K:1:THR:H3 4:K:175:LVS:C2’ 2.12 0.62
2:M:83:ARG:HG2 2:R:55: THR:HG22 1.80 0.62
2:0:17:ASP:HA 2:0:167:PHE:HB3 1.81 0.62
2:P:55: THR:HG22 2:Q:83:ARG:HG2 1.82 0.62
1:W:444:LEU:HD22 | 1:W:444:.LEU:OXT 1.99 0.62
2:G:46:PHE:HB3 2:G:95:LEU:CD2 2.29 0.62
2:J:46:PHE:HB3 2:J:95:LEU:CD2 2.29 0.62
2:0:112:VAL:HB 1:U:443:ILE:HD12 1.80 0.62
2:R:47:ALA:HB3 2:R:123:ILE:HD12 1.81 0.62
2:M:72:LEU:HG 1:S:438:ASP:0D2 2.00 0.62
2:M:112:VAL:HB 1:S:443:1ILE:HD12 1.79 0.62
1:S:244:ALA:O 1:S:247:ALA:HB3 1.99 0.62
2:1.67:HIS:CD2 2:1:73:LYS:HE3 2.35 0.62
2:N:2:THR:0G1 2:N:126:GLY:HA3 1.99 0.62
2:P:2:THR:OG1 2:P:126:GLY:HA3 2.00 0.62
1:D:280:ARG:HH11 1:D:280:ARG:HG3 1.64 0.62
1:F:5:THR:O 1:F:9:ILE:HG13 1.99 0.62
2:G:19:GLN:N 2:G:33:LYS:HZ1 1.96 0.62
2:K:4:VAL:HG23 2:K:122:ALA:HB2 1.82 0.62
2:K:22:LEU:HB2 4:K:175:LVS:HD13 1.81 0.62
2:0:1: THR:HG22 2:0:33:LYS:NZ 2.14 0.62
2:P:112:VAL:HB 1:V:443:1ILE:CD1 2.30 0.62
1:S:5:THR:OG1 1:S:6:PRO:HD2 1.99 0.62
1:S:345:LEU:HD23 1:S:374:VAL:HG13 1.80 0.62
1:T:439:LEU:O 1:T:441:ARG:N 2.33 0.62
1:B:83:ALA:HB1 1:B:262:1LE:HD13 1.82 0.62
1:D:409:PHE:CE1 1:E:6:PRO:HB3 2.34 0.62
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:H:81:ASP:O 2:H:88:LEU:HB2 2.00 0.62
2:1:37:LEU:HD21 2:1:57:PHE:CZ 2.35 0.62
1:T:5:THR:OG1 1:T:6:PRO:HD2 2.00 0.62
1:A:407:ILE:HD11 1:A:419:VAL:HG11 1.81 0.61
1:C:64:THR:HB 3:C:452:ATP:O1A 2.00 0.61
2:K:1:THR:H1 4:K:175:LVS:CS 2.13 0.61
2:M:17:ASP:HB2 2:M:164:ASN:ND2 2.15 0.61
1:F:52:ASN:O 1:F:328:PRO:HD2 2.00 0.61
2:1:105:ILE:CG2 2:1:113:VAL:HB 2.27 0.61
2:P:7:ARG:HH21 2:P:12:VAL:CG2 2.14 0.61
1:S:370: THR:CG2 1:S:422:ASP:HA 2.29 0.61
1:T:370:THR:CG2 1:T:422:ASP:HA 2.31 0.61
1:W:18:ILE:HD11 1:W:343:ARG:NH2 2.15 0.61
2:G:86:ARG:HB3 2:G:86:ARG:NH1 2.10 0.61
2:1:137:LEU:CD1 2:0:136:ALA:HB1 2.31 0.61
2:R:19:GLN:H 2:R:33:LYS:NZ 1.98 0.61
1:T:385:ASN:ND2 1:T:395:ARG:HE 1.98 0.61
1:A:39:GLN:HG2 1:F:362: THR:HG23 1.81 0.61
1:C:349:HIS:O 1:C:350:ALA:HB3 1.98 0.61
1:C:363:GLU:OE1 1:C:412:SER:HA 2.01 0.61
2:1:81:ASP:O 2:1:.88:LEU:HB2 2.01 0.61
1:U:23:ALA:O 1:U:27:VAL:HG23 2.01 0.61
2:K:1: THR:CG2 2:K:17:ASP:OD1 2.46 0.61
2:Q:17:ASP:0D2 2:Q:33:LYS:NZ 2.34 0.61
1:C:23:ALA:HA 1:C:331:VAL:HG21 1.81 0.61
1:E:403:LEU:HD23 1:E:403:LEU:C 2.21 0.61
1:F:444:LEU:HD23 | 2:L:113:VAL:HG22 1.83 0.61
2:G:83:ARG:CG 2:H:55: THR:HG22 2.31 0.61
1:V:80:LYS:HG3 1:V:255:PHE:HD?2 1.64 0.61
1:F:63:LYS:HD2 1:F:308:SER:HB2 1.83 0.61
2:G:30:ASN:ND2 2:L:116:GLU:HG2 2.16 0.61
1:T:256:1ILE:HD13 1:T:282:LEU:HD21 1.83 0.61
1:D:37:ARG:HD2 1:D:48:VAL:HG13 1.82 0.61
2:J:137.LEU:CD1 2:P:136:ALA:HB1 2.31 0.61
2:J:164:ASN:HD22 2:J:164:ASN:C 2.04 0.61
1:U:5:THR:OG1 1:U:6:PRO:HD2 2.00 0.61
1:X:370: THR:CG2 1:X:422:ASP:HA 2.30 0.61
1:F:58:PRO:HG2 1:F:61:VAL:HG11 1.82 0.61
2:G:60:PHE:HZ 2:G:71:LEU:HD22 1.66 0.61
2:1:86:ARG:HB3 2:1:86:ARG:NH1 2.13 0.61
1:W:256:ILE:HD13 | 1:W:282:LEU:HD21 1.83 0.61
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:W:385:ASN:ND2 1:W:395:ARG:HE 1.99 0.61
3:B:451:ATP:H5’1 3:B:451:ATP:HS 1.65 0.60
2:L:1: THR:H3 4:1.:175:LVS:CS 2.13 0.60
2:N:72:LEU:HG 1:T:438:ASP:0D2 2.00 0.60
2:P:81:ASP:HB3 2:P:88:LEU:HD12 1.83 0.60
1:T:63:LYS:HG2 1:T:333:LEU:CD1 2.31 0.60
1:W:5:THR:0G1 1:W:6:PRO:HD2 2.02 0.60
1:E:233:LYS:HA 1:E:233:LYS:HZ2 1.66 0.60
2:N:46:PHE:HB3 2:N:95:LEU:HD12 1.84 0.60
2:P:19:GLN:H 2:P:33:LYS:NZ 1.99 0.60
2:Q:1:THR:CG2 2:Q:33:LYS:NZ 2.63 0.60
1:C:444:.LEU.OXT 2:1:113:VAL:HA 2.02 0.60
2:I:1: THR:H3 4:1:175:LVS:C2’ 2.14 0.60
2:K:7:ARG:HD2 2:K:119:GLN:CG 2.31 0.60
1:S:279:GLN:HE22 1:S:320:ILE:N 1.98 0.60
1:W:77:PRO:HD2 1:W:251:ASN:O 2.00 0.60
1:C:352:LEU:HD13 1:C:400:MET:HG3 1.82 0.60
1:E:264:LYS:HA 1:E:272:ASP:OD1 2.00 0.60
2:J:136:ALA:HB1 2:P:137:LEU:HD13 1.84 0.60
2:M:7:ARG:HH21 2:M:12:VAL:CG2 2.14 0.60
2:0:17:ASP:HB2 2:0:164:ASN:HD22 1.66 0.60
1:D:20:GLN:HA 1:D:20:GLN:NE2 2.11 0.60
2:H:4:VAL:HG23 2:H:122:ALA:HB2 1.84 0.60
2:1:33:LYS:NZ 4:1:175:LVS:CB3 2.64 0.60
2:M:8:ARG:O 2:M:11:GLN:HB2 2.01 0.60
2:N:104:LEU:HD13 2:N:112:VAL:CG1 2.32 0.60
2:P:17:ASP:HA 2:P:167:PHE:HB3 1.82 0.60
2:Q:7:ARG:HH21 2:Q:12:VAL:CG2 2.14 0.60
1:S:80:LYS:HG3 1:S:255:PHE:HD?2 1.66 0.60
1:V:279:GLN:HE22 1:V:320:ILE:N 1.97 0.60
1:A:404:MET:O 1:A:408:SER:HB2 2.01 0.60
1:E:406:LYS:HD2 1:E:406:LYS:N 2.11 0.60
2:G:56:LEU:HD13 2:G:95:.LEU:.CG 2.30 0.60
2:J:60:PHE:HZ 2:J:71:LEU:HD22 1.67 0.60
2:K:67:HIS:CD2 2:K:73:LYS:HE3 2.37 0.60
2:M:17:ASP:HA 2:M:167:PHE:HB3 1.83 0.60
2:N:3:ILE:O 2:N:122:ALA:HA 2.01 0.60
2:0:17:ASP:O 2:0:33:LYS:HG3 2.01 0.60
1:W:63:LYS:HG2 1:W:333:LEU:CD1 2.31 0.60
1:X:5:THR:OG1 1:X:6:PRO:HD2 2.01 0.60
1:B:264:LYS:HA 1:B:272:ASP:OD1 2.01 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:367:1ILE:HD11 1:C:421:1ILE:CD1 2.32 0.60
1:D:349:HIS:O 1:D:350:ALA:HB3 2.02 0.60
1:E:349:HIS:O 1:E:350:ALA:HB3 2.02 0.60
2:G:1:THR:H3 4:G:175:LVS:C2’ 2.15 0.60
2:N:19:GLN:H 2:N:33:LYS:HZ2 1.50 0.60
1:A:403:LEU:CD1 1:A:426:VAL:HG22 2.32 0.60
2:M:112:VAL:HB 1:S:443:.1LE:CD1 2.32 0.60
1:X:239:GLU:C 1:X:241:LYS:H 2.05 0.60
1:A:20:GLN:HA 1:A:20:GLN:NE2 2.14 0.60
1:B:443:1LE:CD1 2:H:72:LEU:HD11 2.32 0.60
1:C:264:LYS:HA 1:C:272:ASP:OD1 2.02 0.60
2:1:46:PHE:HB3 2:1:95:LEU:CD2 2.31 0.60
2:J:116:GLU:HG2 2:K:30:ASN:ND2 2.17 0.60
2:K:67:HIS:HD2 2:K:73:LYS:HE3 1.67 0.60
2:0:5:SER:HB2 2:0:14:VAL:HG22 1.83 0.60
2:Q:81:ASP:HB3 2:Q:88:LEU:HD12 1.83 0.60
1:X:15:GLN:O 1:X:348:PRO:HA 2.02 0.60
1:X:345:LEU:HD13 | 1:X:396:LEU:HD22 1.84 0.60
1:B:62:GLY:O 1:B:66:ILE:HG13 2.01 0.60
1:D:264:LYS:HA 1:D:272:ASP:OD1 2.02 0.60
2:H:60:PHE:HZ 2:H:71.LEU:HD22 1.67 0.60
2:0:81:ASP:HB3 2:0:88:LEU:HD12 1.84 0.60
1:X:344:1ILE:HG23 3:X:461:ATP:C2 2.37 0.60
1:C:37:ARG:HD2 1:C:48:VAL:HG13 1.84 0.59
1:D:63:LYS:HD2 1:D:308:SER:HB2 1.83 0.59
1:D:403:LEU:HD23 1:D:403:LEU:C 2.21 0.59
1:E:5:THR:O 1:E:9:.ILE:HG13 2.02 0.59
1:E:17:ILE:HD12 1:E:17:ILE:N 2.17 0.59
2:K:137:LEU:CD1 2:Q:136:ALA:HB1 2.31 0.59
1:V:23:ALA:O 1:V:27:-VAL:HG23 2.02 0.59
1:W:80:LYS:HG3 1:W:255:PHE:HD2 1.67 0.59
1:W:370: THR:CG2 1:W:422:ASP:HA 2.30 0.59
1:A:443:ILE:HG23 | 2:G:112:VAL:HG23 1.84 0.59
2:G:88:LEU:O 2:G:89:ARG:CB 2.50 0.59
1:U:7:ARG:HH12 1:V:410:SER:HB3 1.67 0.59
1:V:108:MET:SD 1:V:244:ALA:HB1 2.42 0.59
1:B:270:GLY:C 1:B:272:ASP:H 2.05 0.59
1:C:55:MET:HE3 1:C:306:ILE:HG21 1.83 0.59
3:E:454:ATP:H8 3:E:454:ATP:C5’ 2.15 0.59
2:G:55: THR:HG22 2:1:83:ARG:CG 2.31 0.59
2:G:81:ASP:O 2:G:88:LEU:HB2 2.01 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
2:H:105:1LE:CG2 2:H:113:VAL:HB 2.29 0.59
2:H:164:ASN:C 2:H:164:ASN:HD22 2.05 0.59
2:J:81:ASP:O 2:J:88:LEU:HB2 2.01 0.59
2:L:88:LEU:O 2:L:89:ARG:CB 2.50 0.59
2:P:46:PHE:HB3 2:P:95:LEU:HD12 1.83 0.59
2:P:105:1ILE:HG23 2:P:113:VAL:HB 1.82 0.59
2:Q:55:THR:HG22 2:R:83:ARG:HG2 1.85 0.59
1:S:385:ASN:ND2 1:S:395:ARG:HE 1.99 0.59
1:B:408:SER:O 1:C:36:ARG:NH2 2.34 0.59
1:S:256:1LE:HD13 1:S:282:LEU:HD21 1.84 0.59
1:U:256:ILE:HD13 1:U:282:LEU:HD21 1.83 0.59
1:C:232:ALA:C 1:C:233:LYS:HD3 2.23 0.59
2:G:30:ASN:HD21 2:L:116:GLU:HG2 1.67 0.59
2:G:56:LEU:HD12 2:G:95:LEU:HG 1.80 0.59
2:M:46:PHE:HB3 2:M:95:LEU:HD12 1.85 0.59
1:S:345:LEU:HD13 1:S:396: LEU:HD22 1.84 0.59
1:A:5:THR:O 1:A:9:ILE:HG13 2.02 0.59
2:K:164:ASN:C 2:K:164:ASN:HD22 2.04 0.59
2:N:17:ASP:HB2 2:N:164:ASN:ND2 2.17 0.59
2:N:81:ASP:HB3 2:N:88:LEU:HD12 1.84 0.59
1:A:443:ILE:HD11 2:G:72:LEU:HD11 1.85 0.59
1:E:362: THR:CG2 1:F:39:GLN:HG2 2.32 0.59
1:F:83:ALA:HB1 1:F:262:1LE:HD13 1.83 0.59
2:G:18:GLY:H 2:G:164:ASN:HD21 1.50 0.59
2:0:47:ALA:HB3 2:0:123:ILE:HD12 1.82 0.59
2:R:17:ASP:HB2 2:R:164:ASN:ND2 2.18 0.59
1:T:80:LYS:HG3 1:T:255:PHE:HD2 1.67 0.59
1:W:64: THR:HB 3:W:460:ATP:O1A 2.02 0.59
1:F:246:ASP:O 1:F:250: GLN:HG2 2.03 0.59
2:H:7:ARG:HD2 2:H:119:GLN:CG 2.32 0.59
1:W:120:ARG:HD2 1:W:120:ARG:N 2.10 0.59
1:W:346: THR:HG22 | 1:W:353: THR:HG21 1.85 0.59
1:A:363:GLU:OE1 1:A:412:SER:HA 2.03 0.59
1:C:58:PRO:HG2 1:C:61:VAL:HG11 1.85 0.59
3:D:453:ATP:H5’1 3:D:453:ATP:H8 1.68 0.59
2:H:83:ARG:CG 2:1:55: THR:HG22 2.33 0.59
1:C:5:THR:O 1:C:9:ILE:HG13 2.02 0.59
1:D:20:GLN:CA 1:D:20:GLN:NE2 2.66 0.59
1:D:402:ARG:NH2 1:D:433:VAL:CG2 2.66 0.59
2:H:1: THR:HG23 2:H:33:LYS:HZ2 1.63 0.59
2:1.:33:LYS:HZ2 4:1.:175:LVS:HB32 1.68 0.59

Continued on next page...




Page 43

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:L:60:PHE:HZ 2:L:71:LEU:HD22 1.68 0.59
2:P:17:ASP:HB2 2:P:164:ASN:HD22 1.68 0.59
2:R:17:ASP:CG 2:R:33:LYS:NZ 2.56 0.59
2:R:81:ASP:HB3 2:R:88:LEU:HD12 1.83 0.59
1:A:403:LEU:CD2 1:A:404:-MET:SD 2.91 0.58
2:1:88:LEU:O 2:1:89:ARG:CB 2.51 0.58
2:M:105:ILE:CG2 2:M:113:VAL:HB 2.33 0.58
2:0:19:GLN:H 2:0:33:LYS:NZ 1.99 0.58
2:P:105:1LE:CG2 2:P:113:VAL:HB 2.33 0.58
2:R:17:ASP:0D2 2:R:33:LYS:NZ 2.36 0.58
2:N:17:ASP:HA 2:N:167:PHE:HB3 1.85 0.58
1:S:410:SER:HB3 1:X:7:ARG:NH1 2.17 0.58
1:V:297:MET:CE 1:W:105:ASP:HB3 2.33 0.58
2:K:86:ARG:HB3 2:K:86:ARG:NH1 2.15 0.58
2:0:1: THR:HG23 2:0:33:LYS:NZ 2.13 0.58
1:S:23:ALA:O 1:S:27:VAL:HG23 2.03 0.58
1:S:328:PRO:HA 1:T:398: THR:HG22 1.86 0.58
1:W:63:LYS:HB2 3:W:460:ATP:02B 2.03 0.58
1:C:111:VAL:HG12 1:C:112:ARG:N 2.19 0.58
1:F:403:LEU:HD23 1:F:403:LEU:C 2.24 0.58
2:K:161:VAL:HG13 2:P:24:ASN:O 2.04 0.58
1:X:23:ALA:O 1:X:27:VAL:HG23 2.04 0.58
1:F:270:GLY:C 1:F:272:ASP:H 2.07 0.58
2:J:18:GLY:H 2:J:164:ASN:HD21 1.51 0.58
2:L:81:ASP:O 2:L:88:LEU:HB2 2.02 0.58
1:V:15:GLN:O 1:V:348:PRO:HA 2.04 0.58
1:V:240:LEU:O 1:V:244:ALA:HB3 2.03 0.58
1:V:346: THR:HG22 | 1:V:353:THR:HG21 1.86 0.58
1:A:119:ASN:HB2 1:A:234:LEU:HD11 1.85 0.58
1:D:355:GLN:O 1:D:359:LEU:HD23 2.03 0.58
1:F:119:ASN:HD21 1:F:234:LEU:HD12 1.67 0.58
2:J:1: THR:HG23 2:J:33:LYS:HE3 1.85 0.58
2:N:28:LYS:HE2 2:N:30:ASN:OD1 2.03 0.58
2:Q:105:ILE:CG2 2:Q:113:VAL:HB 2.33 0.58
1:S:7:ARG:HH12 1:T:410:SER:HB3 1.69 0.58
1:X:352:LEU:HD13 1:X:400:MET:HG3 1.86 0.58
1:A:37:ARG:HD2 1:A:48:VAL:CG1 2.33 0.58
1:B:73:LEU:HD12 1:B:73:LEU:O 2.04 0.58
1:C:65:GLU:HG3 3:C:452:ATP:02’ 2.04 0.58
2:M:3:ILE:HB 2:M:123:ILE:HG13 1.85 0.58
2:P:1: THR:HG23 2:P:33:LYS:NZ 2.13 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
1:S:23:ALA:HA 1:S:331:VAL:HG21 1.86 0.58
1:V:64:THR:HB 3:V:459:ATP:O1A 2.04 0.58
1:V:280:ARG:HG3 1:W:82:GLU:OE1 2.02 0.58
1:V:439:LEU:H 1:V:439:LEU:CD2 2.14 0.58
1:A:352:LEU:HD13 1:A:400:MET:HG3 1.85 0.58
1:D:55:MET:CE 1:D:306:ILE:HG21 2.33 0.58
2:H:67:HIS:HD2 2:H:73:LYS:HE3 1.69 0.58
1:U:15:GLN:O 1:U:348:PRO:HA 2.04 0.58
1:A:100:ILE:HB 1:A:291:VAL:HG21 1.85 0.58
1:C:270:GLY:C 1:C:272:ASP:H 2.06 0.58
1:D:9:ILE:HD13 1:D:31:LEU:HD23 1.86 0.58
2:G:4:VAL:HG23 2:G:122:ALA:HB2 1.85 0.58
2:H:88:LEU:O 2:H:89:ARG:CB 2.51 0.58
2:L:67:HIS:CD2 2:L:73:LYS:HE3 2.38 0.58
1:X:385:ASN:ND2 1:X:395:ARG:HE 2.00 0.58
1:A:362: THR:CG2 1:B:39:GLN:HG2 2.33 0.58
1:D:23:ALA:HA 1:D:331:VAL:HG21 1.85 0.58
1:E:100:ILE:HB 1:E:291:VAL:HG21 1.85 0.58
2:P:1: THR:HG21 2:P:33:LYS:HD3 1.70 0.58
2:R:2:. THR:0G1 2:R:126:GLY:HA3 2.03 0.58
1:F:264:LYS:HA 1:F:272:ASP:0OD1 2.04 0.57
2:G:22:LEU:HB2 4:G:175:LVS:HD13 1.86 0.57
2:H:67:HIS:CD2 2:H:73:LYS:HE3 2.39 0.57
2:K:88:LEU:O 2:K:89:ARG:CB 2.52 0.57
2:Q:8:ARG:HB3 2:Q:8:ARG:HH11 1.69 0.57
1:W:279:GLN:HE22 1:W:320:ILE:N 2.00 0.57
1:B:437:GLU:HG3 1:B:439:LEU:HD12 1.84 0.57
1:B:444:LEU:OXT 2:H:113:VAL:HA 2.03 0.57
2:1:4:VAL:HG23 2:1:122:ALA:HB2 1.86 0.57
2:L:67:HIS:HD2 2:L:73:LYS:HE3 1.69 0.57
2:M:81:ASP:HB3 2:M:88:LEU:HD12 1.85 0.57
1:B:73:LEU:HD12 1:B:73:LEU:C 2.24 0.57
2:N:19:GLN:H 2:N:33:LYS:NZ 2.01 0.57
2:Q:164:ASN:ND2 2:Q:164:ASN:H 2.03 0.57
2:R:7:ARG:HH21 2:R:12:VAL:CG2 2.17 0.57
1:S:346: THR:HG22 | 1:S:353:THR:HG21 1.86 0.57
1:T:23:ALA:HA 1:T:331:VAL:HG21 1.86 0.57
1:W:23:ALA:O 1:W:27:VAL:HG23 2.04 0.57
1:A:20:GLN:CA 1:A:20:GLN:NE2 2.65 0.57
1:B:234:LEU:O 1:B:234:LEU:HD23 2.04 0.57
2:J:1:THR:N 4:J:175:LVS:C2’ 2.66 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
2:J:86:ARG:HB3 2:J:86:ARG:NH1 2.13 0.57
2:Q:66:MET:O 2:Q:67:HIS:ND1 2.37 0.57
2:R:7:ARG:HE 2:R:12:VAL:CG2 2.06 0.57
1:S:236:ASN:HB3 1:S:239:GLU:HB2 1.86 0.57
1:A:236:ASN:N 1:A:237:PRO:HD3 2.19 0.57
2:1:83:ARG:CG 2:J:55: THR:HG22 2.34 0.57
2:J:17:ASP:O 2:J:33:LYS:HD3 2.04 0.57
2:M:3:ILE:O 2:M:122:ALA:HA 2.04 0.57
1:V:385:ASN:HD21 1:V:395:ARG:HE 1.53 0.57
1:E:55:-MET:HE3 1:E:306:ILE:HG21 1.86 0.57
2:P:7:ARG:NH2 2:P:12:VAL:HG21 2.19 0.57
1:U:352:LEU:HD13 | 1:U:400:MET:HG3 1.86 0.57
1:V:256:ILE:HD13 1:V:282:LEU:HD21 1.85 0.57
1:B:403:LEU:CD1 1:B:426:VAL:HG22 2.34 0.57
1:C:406:LYS:H 1:C:406:LYS:CD 2.05 0.57
1:D:367:ILE:HD11 1:D:421:1ILE:HD12 1.84 0.57
2:I:56:LEU:HD13 2:1:95:LEU:CG 2.26 0.57
2:0:28:LYS:HE2 2:0:30:ASN:OD1 2.05 0.57
1:D:52:ASN:O 1:D:328:PRO:HD2 2.05 0.57
1:E:402:ARG:NH2 1:E:433:VAL:CG2 2.68 0.57
2:Q:17:ASP:C 2:Q:33:LYS:NZ 2.58 0.57
1:S:63:LYS:HG2 1:S:333:LEU:CD1 2.35 0.57
1:C:55:MET:CE 1:C:306:ILE:HG21 2.35 0.57
2:I:1: THR:N 4:1:175:LVS:S 2.78 0.57
2:L:1:THR:HG21 2:L:33:LYS:HZ2 1.66 0.57
2:M:7:ARG:NH2 2:M:12:VAL:HG21 2.19 0.57
1:U:385:ASN:HD21 1:U:395:ARG:HE 1.51 0.57
1:F:100:ILE:HB 1:F:291:VAL:HG21 1.87 0.57
2:H:1:THR:H1 4:H:175:LVS:H1’1 1.68 0.57
2:M:17:ASP:HB2 2:M:164:ASN:HD22 1.70 0.57
2:0:19:GLN:H 2:0:33:LYS:HZ2 1.53 0.57
1:B:63:LYS:HD2 1:B:308:SER:HB2 1.87 0.56
2:J:1:. THR:HG23 2:J:33:LYS:NZ 2.20 0.56
2:K:1:THR:H3 4:K:175:LVS:CS 2.16 0.56
2:N:8:ARG:O 2:N:11:GLN:HB2 2.05 0.56
2:Q:3:ILE:O 2:Q:122:ALA:HA 2.04 0.56
2:R:1: THR:HG23 2:R:33:LYS:NZ 2.16 0.56
1:X:23:ALA:HA 1:X:331:VAL:HG21 1.86 0.56
1:B:37:ARG:HD2 1:B:48:VAL:CG1 2.33 0.56
2:1:67:HIS:HD2 2:1:73:LYS:HE3 1.70 0.56
2:0:19:GLN:N 2:0:33:LYS:HZ2 2.01 0.56
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:P:72:LEU:HG 1:V:438:ASP:0OD2 2.05 0.56
2:QQ:164:ASN:H 2:Q:164:ASN:HD22 1.52 0.56
1:S:352:LEU:HD13 1:S:400:MET:HG3 1.87 0.56
1:T:346: THR:HG22 | 1:T:353:THR:HG21 1.87 0.56
1:A:17:ILE:N 1:A:17:ILE:HD12 2.19 0.56
1:A:73:LEU:C 1:A:73:LEU:HD12 2.26 0.56
1:B:401:GLU:OE1 1:C:51:LYS:HG3 2.05 0.56
1:D:362: THR:CG2 1:E:39:GLN:HG2 2.35 0.56
2:J:1: THR:N 4:J:175:LVS:01’ 2.37 0.56
2:L:137:LEU:CD1 2:R:136:ALA:HB1 2.35 0.56
2:0:1:THR:N 4:0:175:LVS:01’ 2.38 0.56
2:P:8:ARG:HB3 2:P:8:ARG:HH11 1.71 0.56
2:Q:17:ASP:HB2 2:Q:164:ASN:HD22 1.71 0.56
1:U:63:LYS:HG2 1:U:333:LEU:CD1 2.35 0.56
1:W:23:ALA:HA 1:W:331:VAL:HG21 1.87 0.56
1:W:352:LEU:HD13 | 1:W:400:MET:HG3 1.87 0.56
1:F:111:VAL:HG21 1:F:244:ALA:HA 1.87 0.56
2:1:144:SER:OG 2:1:147:GLU:HG3 2.06 0.56
2:J:88:LEU:O 2:J:89:ARG:CB 2.53 0.56
2:K:17:ASP:HB2 2:K:164:ASN:ND2 2.20 0.56
2:L:1:THR:N 4:1L:175:LVS:C2’ 2.67 0.56
2:N:1:THR:CG2 2:N:33:LYS:NZ 2.68 0.56
2:P:1: THR:HG22 2:P:33:LYS:NZ 2.18 0.56
2:P:17:ASP:O 2:P:33:LYS:HG3 2.06 0.56
1:S:297:MET:HG3 1:T:109:LYS:NZ 2.21 0.56
1:U:23:ALA:HA 1:U:331:VAL:HG21 1.88 0.56
1:V:297:MET:HE1 1:W:105:ASP:HB3 1.88 0.56
1:X:439:LEU:H 1:X:439:LEU:CD2 2.13 0.56
2:H:116:GLU:HG2 2:1:30: ASN:HD21 1.70 0.56
2:J:161:VAL:HG13 2:0:24:ASN:O 2.05 0.56
2:P:46:PHE:HB3 2:P:95:LEU:CD1 2.35 0.56
2:Q:8:ARG:0O 2:QQ:11:GLN:HB2 2.05 0.56
1:S:385:ASN:HD21 1:S:395:ARG:HE 1.53 0.56
1:U:75:ASN:HD21 1:U:110:LEU:HD21 1.69 0.56
1:U:345:LEU:HD13 | 1:U:396:LEU:HD22 1.88 0.56
1:B:55:MET:CE 1:B:306:ILE:HG21 2.36 0.56
1:D:73:LEU:C 1:D:73:LEU:HD12 2.26 0.56
1:E:403:LEU:CD2 1:E:404:MET:SD 2.93 0.56
2:0:8:ARG:HB3 2:0:8:ARG:HH11 1.71 0.56
1:V:63:LYS:HG2 1:V:333:LEU:CD1 2.36 0.56
1:A:55:MET:HE3 1:A:306:ILE:HG21 1.87 0.56

Continued on next page...



Page 47

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

2:H:56:LEU:HD13 2:H:95:LEU:CG 2.29 0.56
2:1:153:LEU:HB3 2:1:167:PHE:CE2 2.41 0.56
2:Q:1:THR:N 4:Q:175:LVS:01’ 2.39 0.56
2:Q:18:GLY:CA 2:Q:33:LYS:HZ1 2.18 0.56
2:Q:131:LEU:HD11 2:Q:135:ARG:CZ 2.36 0.56
1:V:23:ALA:HA 1:V:331:VAL:HG21 1.88 0.56
1:X:357:LYS:HA 1:X:367:ILE:HD11 1.88 0.56
1:A:85:LYS:HG2 1:A:85:LYS:O 2.05 0.56
1:D:443:ILE:CG2 2:J:114:GLN:HG3 2.35 0.56
2:K:144:SER:O 2:K:148:1LE:HG13 2.06 0.56
2:Q:95:LEU:O 2:Q:105:ILE:HA 2.06 0.56
2:R:112:VAL:HB 1:X:443:ILE:CD1 2.35 0.56
1:S:108:MET:HE2 1:S:244:ALA:HB1 1.88 0.56
1:T:23:ALA:O 1:T:27:-VAL:HG23 2.05 0.56
1:B:367:1LE:HD11 1:B:421:1LE:CD1 2.35 0.56
2:L:22:LEU:HB2 4:1,:175:LVS:HD13 1.87 0.56
2:Q:28:LYS:HE2 2:Q:30:ASN:OD1 2.06 0.56
1:T:16:HIS:CD2 1:T:69:ARG:HE 2.24 0.56
1:X:16:HIS:CD2 1:X:69:ARG:HE 2.24 0.56
2:K:60:PHE:HZ 2:K:71:LEU:HD22 1.69 0.56
2:M:5:SER:HB2 2:M:14:VAL:HG22 1.88 0.56
2:R:46:PHE:HB3 2:R:95:LEU:HD12 1.87 0.56
2:R:105:ILE:CG2 2:R:113:VAL:HB 2.35 0.56
1:V:68:ARG:HH11 1:V:68:ARG:HG3 1.70 0.56
1:V:345:LEU:HD13 | 1:V:396:LEU:HD22 1.88 0.56
2:1:144:SER.:O 2:1:148:ILE:HG13 2.07 0.55
2:L:88:LEU:O 2:1:89:ARG:HB3 2.06 0.55
1:X:346: THR:HG22 | 1:X:353:THR:HG21 1.88 0.55
1:X:352:LEU:HD11 1:X:397:HIS:HD2 1.71 0.55
1:A:113:GLN:OE1 1:A:113:GLN:HA 2.06 0.55
2:G:137:LEU:CD1 2:M:136:ALA:HB1 2.37 0.55
2:M:1: THR:N 4:M:175:LVS:01’ 2.39 0.55
2:P:8:ARG:O 2:P:11:GLN:HB2 2.06 0.55
2:Q:112:VAL:HB 1:W:443:ILE:HD12 1.88 0.55
2:R:5:SER:HB2 2:R:14:VAL:HG22 1.87 0.55
1:A:63:LYS:HD2 1:A:308:SER:HB2 1.87 0.55
1:F:407:.ILE:HD11 1:F:419:VAL:HG11 1.89 0.55
2:H:137:LEU:HD11 2:N:136:ALA:HB1 1.87 0.55
2:Q:46:PHE:HB3 2:Q:95:LEU:HD12 1.86 0.55
2:R:1:THR:H1 4:R:175:LVS:CS 2.20 0.55
1:S:398: THR:HG22 1:X:328:PRO:HA 1.88 0.55
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:T:65:GLU:HG2 3:T:457:ATP:H52 1.88 0.55
1:T:444.LEU:OXT 1:T:444.LEU:HD22 2.06 0.55
1:U:80:LYS:HG3 1:U:255:PHE:HD2 1.71 0.55
2:J:56:LEU:HD13 2:J:95:LEU:CG 2.24 0.55
2:N:1:THR:H1 4:N:175:LVS:CS 2.19 0.55
1:S:16:HIS:CD2 1:S:69:ARG:HE 2.24 0.55
2:J:36:ARG:NH1 2:J:170:GLU:OE2 2.40 0.55
2:0:105:ILE:CG2 2:0:113:VAL:HB 2.36 0.55
1:S:68:ARG:HG3 1:S:68:ARG:HH11 1.71 0.55
1:T:280:ARG:HG3 1:U:82:GLU:OE1 2.07 0.55
1:U:16:HIS:CD2 1:U:69:ARG:HE 2.25 0.55
1:U:442:PHE:O 1:U:443:ILE:HD13 2.07 0.55
1:V:352:LEU:HD13 1:V:400:MET:HG3 1.89 0.55
1:X:64:THR:HB 3:X:461:ATP:O1A 2.06 0.55
3:A:450:ATP:C8 3:A:450:ATP:H51 2.42 0.55
1:B:55:MET:HE3 1:B:306:ILE:HG21 1.89 0.55
1:B:402:ARG:NH2 1:B:433:VAL:CG2 2.69 0.55
1:C:443:1LE:HG23 2:1:112:VAL:HG23 1.89 0.55
1:F:437:GLU:C 1:F:439:LEU:H 2.05 0.55
2:Q:104:LEU:HD13 | 2:Q:112:VAL:CG1 2.37 0.55
1:W:352:LEU:HD11 1:W:397:HIS:HD2 1.71 0.55
1:W:439:LEU:H 1:W:439:LEU:CD2 2.15 0.55
1:F:63:LYS:HB2 3:F:455:ATP:02B 2.07 0.55
2:G:1: THR:N 4:G:175:LVS:C2’ 2.70 0.55
2:G:1: THR:N 4:G:175:LVS:S 2.79 0.55
2:G:1:THR:H1 4:G:175:LVS:H1’1 1.71 0.55
2:J:18:GLY:HA2 2:J:33:LYS:HD2 1.89 0.55
1:B:64:THR:HB 3:B:451:ATP:O1A 2.07 0.55
2:1:17:ASP:HB2 2:1:164: ASN:ND2 2.22 0.55
2:J:144:SER:OG 2:J:147:GLU:HG3 2.07 0.55
2:N:8:ARG:HB3 2:N:8:ARG:HH11 1.71 0.55
2:0:46:PHE:HB3 2:0:95:LEU:HD12 1.87 0.55
2:0:104:LEU:HD13 2:0:112:VAL:CG1 2.37 0.55
1:T:352:LEU:HD11 1:T:397:HIS:HD2 1.71 0.55
1:U:346: THR:HG22 | 1:U:353:THR:HG21 1.89 0.55
1:A:366:ASN:HB3 1:A:418: THR:HG22 1.88 0.55
2:G:18:GLY:N 2:G:33:LYS:NZ 2.54 0.55
2:1:161: VAL:HG13 2:N:24:ASN:O 2.06 0.55
2:K:137:LEU:HD11 | 2:Q:136:ALA:HB1 1.89 0.55
2:1:161:VAL:HG13 2:Q:24:ASN:O 2.06 0.55
2:N:19:GLN:N 2:N:33:LYS:HZ2 2.03 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
2:P:1: THR:N 4:P:175:LVS:01’ 2.39 0.55
1:T:352:LEU:HD13 | 1:T:400:MET:HG3 1.88 0.55
1:U:344:1ILE:HG23 3:U:458:ATP:H2 1.71 0.55
1:U:439:LEU:H 1:U:439:LEU:CD2 2.18 0.55
1:B:280:ARG:HG3 1:B:280:ARG:HH11 1.71 0.55
1:B:366:ASN:HB3 1:B:418: THR:HG22 1.88 0.55
1.F:79:ILE:CG2 1:F:103:LEU:HD13 2.30 0.55
2:N:17:ASP:HB2 2:N:164:ASN:HD22 1.72 0.55
2:R:1: THR:CG2 2:R:33:LYS:HZ3 2.19 0.55
2:R:28:LYS:HE?2 2:R:30:ASN:OD1 2.07 0.55
1:A:23:ALA:HA 1:A:331:VAL:HG21 1.88 0.54
1:C:443:1LE:HG12 2:1:112:VAL:CG2 2.37 0.54
2:L:18:GLY:H 2:1:164:ASN:HD21 1.56 0.54
2:M:120:ILE:O 2:M:121:LEU:HD23 2.06 0.54
2:0:8:ARG:O 2:0:11:GLN:HB2 2.07 0.54
2:R:8:ARG:HB3 2:R:8:ARG:HH11 1.71 0.54
2:R:112:VAL:HB 1:X:443:1ILE:HD12 1.88 0.54
1:S:352:LEU:HD11 1:S:397:HIS:HD2 1.72 0.54
1:U:71:ALA:HBI1 1:U:78:PHE:HB2 1.89 0.54
1:W:345:LEU:HD13 | 1:W:396:LEU:HD22 1.88 0.54
2:H:161:VAL:HG13 2:M:24:ASN:O 2.07 0.54
2:N:55: THR:HG22 2:0:83:ARG:HG2 1.88 0.54
1:D:100:ILE:HB 1:D:291:VAL:HG21 1.89 0.54
1:E:366:ASN:HB3 1:E:418: THR:HG22 1.88 0.54
1:F:37:ARG:HD2 1:F:48:VAL:CG1 2.37 0.54
1:F:402:ARG:NH2 1:F:433:VAL:HG21 2.22 0.54
2:J:67:HIS:CD2 2:J:73:LYS:HE3 2.42 0.54
2:P:28:LYS:HE2 2:P:30:ASN:OD1 2.08 0.54
2:P:164:ASN:HD22 2:P:164:ASN:H 1.56 0.54
2:Q:3:ILE:HB 2:Q:123:ILE:HG13 1.89 0.54
1:U:313:VAL:HG23 1:U:314:ALA:N 2.23 0.54
1:A:406:LYS:H 1:A:406:LYS:CD 2.04 0.54
1:C:63:LYS:HD2 1:C:308:SER:HB2 1.89 0.54
1:W:16:HIS:CD2 1:W:69:ARG:HE 2.26 0.54
1:B:100:ILE:HB 1:B:291:VAL:HG21 1.89 0.54
1:C:409:PHE:CE1 1:D:6:PRO:HB3 2.43 0.54
1:D:37:ARG:HD2 1:D:48:VAL:CG1 2.38 0.54
2:G:133:ALA:HB1 2:G:155:ILE:HD12 1.89 0.54
2:H:56:LEU:HD12 2:H:95:LEU:HG 1.86 0.54
2:1:136:ALA:HB1 2:0:137:LEU:HD13 1.90 0.54
2:K:72:LEU:HD22 2:K:104:LEU:HD21 1.89 0.54
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:M:8:ARG:HB3 2:M:8:ARG:HH11 1.73 0.54
2:M:1: THR:HG21 2:M:33:LYS:HE2 1.68 0.54
2:Q:5:SER:HB2 2:Q:14:VAL:HG22 1.90 0.54
1:T:313:VAL:HG23 1:T:314:ALA:N 2.23 0.54
1:U:357:LYS:HA 1:U:367:ILE:HD11 1.89 0.54
1:W:68:ARG:HH11 1:W:68:ARG:HG3 1.73 0.54
1:A:55:MET:CE 1:A:306:ILE:HG21 2.37 0.54
2:K:5:SER:HB2 2:K:14:VAL:HG22 1.88 0.54
2:1.:24:ASN:O 2:Q:161:VAL:HG13 2.08 0.54
2:M:18:GLY:N 2:M:33:LYS:HZ2 2.06 0.54
2:R:7:ARG:NH2 2:R:12:VAL:HG21 2.22 0.54
1:V:352:LEU:HD11 1:V:397:HIS:HD2 1.71 0.54
1:A:75:ASN:HD21 1:A:114:GLN:HE22 1.56 0.54
1:C:100:1ILE:CG2 1:C:298:VAL:HG21 2.37 0.54
2:J:116:GLU:HG2 2:K:30:ASN:HD21 1.72 0.54
2:K:33:LYS:HZ2 4:K:175:LVS:HB32 1.73 0.54
2:0:2:THR:0G1 2:0:126:GLY:HA3 2.08 0.54
2:0:76:VAL:HG22 1:U:443:1ILE:HD11 1.90 0.54
2:Q:46:PHE:HB3 2:Q:95:LEU:CD1 2.37 0.54
1:S:279:GLN:NE2 1:S:320:ILE:N 2.54 0.54
1:S:370: THR:HG22 1:S:421:ILE:O 2.08 0.54
1:T:75:ASN:ND2 1:T:110:LEU:HD22 2.23 0.54
1:X:68:ARG:HG3 1:X:68:ARG:HH11 1.73 0.54
2:1:60:PHE:HZ 2:I.71:LEU:HD22 1.72 0.54
2:N:55:THR:O 2:N:59:LEU:HD13 2.07 0.54
2:0:3:ILE:O 2:0:122:ALA:HA 2.08 0.54
2:Q:17:ASP:C 2:Q:33:LYS:HZ1 2.10 0.54
2:Q:47:ALA:HB3 2:Q:123:ILE:HD12 1.90 0.54
1:A:444:LEU:OXT 2:G:113:VAL:HA 2.09 0.54
1:D:85:LYS:O 1:D:85:LYS:HG2 2.08 0.54
1:F:404:MET:O 1:F:408:SER:HB2 2.08 0.54
2:K:144:SER:OG 2:K:147:GLU:HG3 2.08 0.54
2:N:5:SER:HB2 2:N:14:VAL:HG22 1.90 0.54
2:N:7:ARG:NH2 2:N:12:VAL:HG21 2.21 0.54
2:P:19:GLN:N 2:P:33:LYS:HZ1 2.06 0.54
2:Q:1:THR:H1 4:Q:175:LVS:CS 2.20 0.54
1:S:313:VAL:HG23 1:S:314:ALA:N 2.23 0.54
1:X:279:GLN:NE2 1:X:320:ILE:N 2.53 0.54
1:A:437:GLU:C 1:A:439:LEU:H 2.09 0.53
1:E:437:GLU:C 1:E:439:LEU:H 2.02 0.53
2:H:136:ALA:HB1 2:N:137:LEU:HD13 1.90 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
1:U:300: THR:O 1:U:303:ILE:HG13 2.08 0.53
1:W:32:ARG:NH1 1:W:35:TRP:HZ3 2.06 0.53
1:B:355:GLN:O 1:B:359:LEU:HD23 2.08 0.53
1:C:100:ILE:HB 1:C:291:VAL:HG21 1.89 0.53
1:D:443:ILE:HG12 2:J:112:VAL:CG2 2.38 0.53
4:J:175:LVS:HD33 4:J:175:LVS:C1 2.38 0.53
2:K:116:GLU:HG2 2:1.:30:ASN:ND2 2.23 0.53
2:M:19:GLN:H 2:M:33:LYS:HZ1 1.56 0.53
2:P:164:ASN:ND2 2:P:164:ASN:H 2.06 0.53
1:W:71:ALA:HB1 1:W:78:PHE:HB2 1.89 0.53
1:C:407:ILE:HD11 1:C:419:VAL:HG11 1.90 0.53
1:D:111:VAL:HG21 1:D:244:ALA:HA 1.91 0.53
1:F:285:LEU:N 1:F:285:LEU:HD12 2.24 0.53
2:G:105:ILE:CG2 2:G:113:VAL:HB 2.35 0.53
2:H:1:THR:CG2 2:H:33:LYS:HD3 2.17 0.53
2:1:7:ARG:HG3 2:1:12:VAL:HG22 1.90 0.53
1:T:357:LYS:HA 1:T:367:1ILE:HD11 1.90 0.53
1:V:336:LEU:HB2 1:V:341:PHE:HE1 1.74 0.53
1:V:370: THR:HG22 1:V:421:1LE:O 2.09 0.53
1:W:385:ASN:HD21 1:W:395:ARG:HE 1.56 0.53
1:X:236:ASN:HD21 1:X:238:GLU:HB2 1.73 0.53
1:A:270:GLY:C 1:A:272:ASP:N 2.62 0.53
1:A:403:LEU:C 1:A:405:ASP:H 2.11 0.53
1:C:27:VAL:HB 1:C:70:LEU:CD2 2.33 0.53
1:E:42:GLU:HB3 1:E:43:PRO:HD3 1.90 0.53
2:G:5:SER:HB2 2:G:14:VAL:HG22 1.89 0.53
2:G:67:HIS:HD2 2:G:73:LYS:HE3 1.72 0.53
2:M:95:LEU:O 2:M:105:ILE:HA 2.07 0.53
2:R:137:LEU:C 2:R:141: THR:HG22 2.28 0.53
1:T:48:VAL:O 1:T:48:VAL:HG13 2.09 0.53
1:X:385:ASN:HD21 1:X:395:ARG:HE 1.57 0.53
3:F:455:ATP:C8 3:F:455:ATP:H51 2.43 0.53
1:D:363:GLU:OE1 1:D:412:SER:HA 2.08 0.53
1:D:444:LEU:HD23 | 2:J:113:VAL:HG22 1.90 0.53
2:R:3:ILE:O 2:R:122:ALA:HA 2.08 0.53
1:T:385:ASN:HD21 1:T:395:ARG:HE 1.56 0.53
1:V:357:LYS:HA 1:V:367:ILE:HD11 1.89 0.53
1:D:79:ILE:CG2 1:D:103:LEU:HD13 2.34 0.53
2:G:67:HIS:CD2 2:G:73:LYS:HE3 2.44 0.53
4:G:175:LVS:H1’1 4:G:175:LVS:HA3 1.90 0.53
2:M:37.LEU:HB2 2:M:42:VAL:CG2 2.39 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
1:S:105:ASP:HB3 1:X:297:-MET:CE 2.39 0.53
1:U:68:ARG:HH11 1:U:68:ARG:HG3 1.74 0.53
1:X:80:LYS:HG3 1:X:255:PHE:HD2 1.74 0.53
1:A:437:GLU:HG3 1:A:439:LEU:HD12 1.91 0.53
1:B:358:ALA:HB1 1:C:40:LEU:HD22 1.91 0.53
1:F:73:LEU:C 1:F:73:LEU:HD12 2.29 0.53
1:F:119:ASN:CG 1:F:234:LEU:HD12 2.30 0.53
2:H:115:PRO:HG3 2:H:121:LEU:HD11 1.90 0.53
2:I:1: THR:N 4:1:175:LVS:CY1’ 2.71 0.53
4:1:175:LVS:CA3 4:1:175:LVS:H1’1 2.38 0.53
2:M:1:THR:H3 4:M:175:LVS:CS 2.21 0.53
2:N:105:ILE:CG2 2:N:113:VAL:HB 2.38 0.53
2:P:47:ALA:HB3 2:P:123:1ILE:HD12 1.89 0.53
2:Q:2:THR:OG1 2:Q:126:GLY:HA3 2.08 0.53
1:V:313:VAL:HG23 1:V:314:ALA:N 2.24 0.53
1:W:32:ARG:O 1:W:36:ARG:HG2 2.09 0.53
1:E:27:VAL:HB 1:E:70:LEU:CD2 2.33 0.53
4:1:175:LVS:H1’1 4:1:175:LVS:HA3 1.90 0.53
2:M:55: THR:HG22 2:N:83:ARG:HG2 1.89 0.53
2:0:55: THR:HG22 2:P:83:ARG:HG2 1.90 0.53
2:P:131:LEU:HD11 2:P:135:ARG:CZ 2.38 0.53
2:Q:7:ARG:NH2 2:Q:12:VAL:HG21 2.21 0.53
1:B:367:ILE:HD11 1:B:421:1LE:HD11 1.91 0.53
1:E:37:ARG:HD2 1:E:48:VAL:CG1 2.39 0.53
1:F:352:LEU:HD13 1:F:400:MET:HG3 1.91 0.53
2:G:1: THR:N 4:G:175:LVS:H1’3 2.23 0.53
2:I:1: THR:H1 4:1:175:LVS:CY’ 2.20 0.53
2:1:36:ARG:NH1 2:1:170:GLU:OE2 2.42 0.53
2:L:7:ARG:HD2 2:1:119:GLN:CG 2.37 0.53
1:S:32:ARG:NH1 1:S:35: TRP:HZ3 2.07 0.53
1:X:63:LYS:HG2 1:X:333:LEU:CD1 2.38 0.53
1:E:55:MET:CE 1:E:306:ILE:HG21 2.39 0.52
1:F:437:GLU:HG3 1:F:439:LEU:HB2 1.90 0.52
2:R:72:LEU:O 2:R:76:VAL:HG23 2.09 0.52
1:T:71:ALA:HB1 1. T:78:PHE:HB2 1.91 0.52
1:U:439:LEU:HD23 1:U:439:LEU:N 2.20 0.52
1:X:313:VAL:HG23 1:X:314:ALA:N 2.24 0.52
1:B:250:GLN:HA 1:B:250:GLN:HE21 1.73 0.52
1:B:362: THR:HG23 1:C:39:GLN:HG2 1.90 0.52
1:B:437:GLU:HG3 1:B:439:LEU:HB2 1.90 0.52
1:D:118:LYS:CG 1:D:234:LEU:HD13 2.39 0.52
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Atom-1 Atom-2 distance (A) overlap (A)

1:F:403:LEU:CD2 1:F:404:MET:SD 2.97 0.52
2:G:37:LEU:HD21 2:G:57:PHE:CZ 2.45 0.52
2:P:19:GLN:H 2:P:33:LYS:HZ1 1.57 0.52
2:R:95:LEU:O 2:R:105:ILE:HA 2.09 0.52
1:U:336:LEU:HB2 1:U:341:PHE:HE1 1.74 0.52
1:W:48:VAL:O 1:W:48:VAL:HG13 2.09 0.52
1:C:402:ARG:NH2 1:C:433:VAL:CG2 2.73 0.52
1:E:73:LEU:C 1:E:73:LEU:HD12 2.29 0.52
2:G:7:ARG:HD2 2:G:119:GLN:CG 2.35 0.52
2:G:120:ILE:HD11 2:G:138:VAL:HG21 1.90 0.52
2:H:1:THR:N 4:H:175:LVS:C1’ 2.72 0.52
4:J:175:LVS:HD33 4:J:175:LVS:N2 2.25 0.52
2:N:46:PHE:HB3 2:N:95:LEU:CD1 2.40 0.52
1:E:20:GLN:CA 1:E:20:GLN:NE2 2.57 0.52
2:H:1:THR:H1 4:H:175:LVS:C1’ 2.20 0.52
2:J:1: THR:HG23 2:J:33:LYS:CE 2.40 0.52
2:L:33:LYS:NZ 4:1.:175:LVS:HB32 2.24 0.52
2:Q:17:ASP:CG 2:Q:33:LYS:HZ3 2.12 0.52
1:T:32:ARG:O 1:T:36:ARG:HG2 2.09 0.52
1:V:34:ARG:NH1 1:V:252:GLY:H 2.07 0.52
1:X:9:ILE:HD13 1:X:31:LEU:HD23 1.91 0.52
1:X:434:VAL:HG12 1:X:435:GLU:N 2.24 0.52
1:A:40:LEU:HD22 1:F:358:ALA:HB1 1.92 0.52
1:C:73:LEU:C 1:C:73:LEU:HD12 2.29 0.52
1:C:409:PHE:CD1 1:D:6:PRO:HB3 2.44 0.52
1:D:118:LYS:HG2 1:D:234:LEU:HD13 1.92 0.52
1:D:403:LEU:CD2 1:D:404:MET:SD 2.97 0.52
1:D:407:ILE:HD11 1:D:419:VAL:HG11 1.91 0.52
2:P:95:LEU:O 2:P:105:1ILE:HA 2.09 0.52
1:S:63:LYS:HB2 3:5:456:ATP:02B 2.09 0.52
1:S:71:ALA:HB1 1:S:78:PHE:HB2 1.91 0.52
1:U:40:LEU:O 1:U:45:ARG:HD3 2.10 0.52
2:G:18:GLY:N 2:G:33:LYS:HZ1 2.06 0.52
2:J:33:LYS:NZ 4:J:175:LVS:CB3 2.58 0.52
1:S:18:ILE:HD11 1:S:343:ARG:HH21 1.73 0.52
1:S:242:GLN:NE2 1:S:246:ASP:0OD1 2.42 0.52
1:T:68:ARG:HH11 1:T:68:ARG:HG3 1.74 0.52
1:T:439:LEU:H 1:T:439:LEU:CD2 2.18 0.52
1:U:20:GLN:O 1:U:21:ALA:HB2 2.09 0.52
1:W:6:PRO:O 1:W:10:VAL:HG23 2.10 0.52
1:X:71:ALA:HB1 1:X:78:PHE:HB2 1.90 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
1:X:286:VAL:HA 1:X:305:PHE:CE1 2.44 0.52
1:A:27:VAL:HB 1:A:70:LEU:CD2 2.35 0.52
1:A:349:HIS:O 1:A:350:ALA:HB3 2.09 0.52
1:A:370: THR:HG23 1:A:421:1LE:O 2.09 0.52
2:N:47:ALA:HB3 2:N:123:ILE:HD12 1.92 0.52
2:R:1:THR:N 4:R:175:LVS:071’ 2.43 0.52
1:A:401:GLU:OE1 1:B:51:LYS:HG3 2.10 0.52
1:B:108:MET:CE 1:B:240:LEU:HG 2.40 0.52
1:B:403:LEU:HD11 | 1:B:426:VAL:HG22 1.91 0.52
1:C:444:LEU:.CD2 2:1:113:VAL:HG22 2.39 0.52
1:E:79:ILE:HD12 1:E:80:LYS:H 1.75 0.52
2:L:105:ILE:CG2 2:1:113:VAL:HB 2.36 0.52
2:N:76:VAL:HG11 1:T:442:PHE:CE2 2.45 0.52
1:V:71:ALA:HB1 1:V:78:PHE:HB2 1.90 0.52
1:W:109:LYS:C 1:W:110:LEU:HD12 2.30 0.52
2:0:1:THR:N 4:0:175:LVS:S 2.83 0.52
2:P:72:LEU:O 2:P:76:VAL:HG23 2.10 0.52
1:S:357:LYS:HA 1:S:367:ILE:HD11 1.92 0.52
1:S:439:LEU:HD23 1:S:439:LEU:N 2.17 0.52
1:V:32:ARG:NH1 1:V:35:TRP:HZ3 2.08 0.52
1:X:32:ARG:NH1 1:X:35:TRP:HZ3 2.08 0.52
1:A:52:ASN:O 1:A:328:PRO:HD2 2.10 0.52
1:E:406:LYS:H 1:E:406:LYS:CD 2.13 0.52
1:F:25:ARG:O 1:F:29:ILE:HG23 2.10 0.52
4:H:175:LVS:H1’1 4:H:175:LVS:HA3 1.92 0.52
2:1:51:ALA:O 2:1:55: THR:HG23 2.09 0.52
2:K:1: THR:HG21 2:K:33:LYS:HZ2 1.65 0.52
2:0:8:ARG:HH11 2:0:8:ARG:CB 2.22 0.52
1:T:40:LEU:O 1:T:45:ARG:HD3 2.10 0.52
1:U:352:LEU:HD11 1:U:397:HIS:HD?2 1.74 0.52
1:V:279:GLN:NE2 1:V:320:ILE:N 2.54 0.52
1:W:439:LEU:HD23 1:W:439:LEU:N 2.17 0.52
1:C:42:GLU:HB3 1:C:43:PRO:HD3 1.92 0.51
3:C:452:ATP:H5’1 3:C:452:ATP:C8 2.45 0.51
2:G:17:ASP:O 2:G:33:LYS:HG3 2.10 0.51
2:H:78:LEU:O 2:H:78:LEU:HD12 2.09 0.51
2:M:46:PHE:HB3 2:M:95:LEU:CD1 2.40 0.51
2:0:66:MET:O 2:0:67:HIS:ND1 2.43 0.51
2:0:72:.LEU-HG 1:U:438:ASP:0OD2 2.10 0.51
1:S:336:LEU:HB2 1:S:341:PHE:HE1 1.74 0.51
1:S:439:LEU:H 1:S:439:LEU:CD2 2.16 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
1:E:37:ARG:O 1:E:38:MET:HB2 2.11 0.51
1:E:73:LEU:HD12 1:E:73:LEU:O 2.10 0.51
2:G:36:ARG:NH1 2:G:170:GLU:OE2 2.44 0.51
2:G:153:LEU:HB3 2:G:167:PHE:CE2 2.46 0.51
2:M:1: THR:N 4:M:175:LVS:S 2.83 0.51
2:M:18:GLY:N 2:M:33:LYS:NZ 2.58 0.51
2:N:131:LEU:HD11 2:N:135:ARG:CZ 2.40 0.51
2:R:104:LEU:HD13 2:R:112:VAL:CG1 2.40 0.51
1:U:32:ARG:NH1 1:U:35:TRP:HZ3 2.07 0.51
1:V:48:VAL:HG21 1:W:359:LEU:HD11 1.91 0.51
1:V:439:LEU:HD23 1:V:439:LEU:N 2.19 0.51
1:C:20:GLN:CA 1:C:20:GLN:NE2 2.54 0.51
2:G:24:ASN:O 2:R:161:VAL:HG13 2.11 0.51
2:M:104:LEU:HD13 | 2:M:112:VAL:CG1 2.39 0.51
1:V:421:ILE:HG12 1:V:425:TYR:CD1 2.46 0.51
1:X:115:GLU:HG2 1:X:119:ASN:HD22 1.74 0.51
1:B:285:LEU:HD12 1:B:285:LEU:N 2.25 0.51
2:1:133:ALA:HB1 2:I:155:ILE:HD12 1.92 0.51
2:J:137:LEU:HD11 2:P:136:ALA:HB1 1.92 0.51
2:M:131:LEU:HD11 2:M:135:ARG:HE 1.75 0.51
1:V:444:LEU:OXT | 1:V:444:LEU:HD22 2.10 0.51
1:W:313:VAL:HG23 1:W:314:ALA:N 2.25 0.51
1:C:362: THR:CG2 1:D:39:GLN:HG2 2.40 0.51
2:J:67:HIS:HD2 2:J:73:LYS:HE3 1.75 0.51
2:K:28:LYS:HE2 2:K:30:ASN:OD1 2.11 0.51
2:L:1: THR:N 4:1:175:LVS:S 2.83 0.51
2:N:37:LEU:HB2 2:N:42:VAL:CG2 2.40 0.51
1:S:60:GLY:HA3 1:S:392:GLY:HA3 1.93 0.51
1:T:336:LEU:HB2 1:T:341:PHE:HE1 1.75 0.51
1:U:30:ALA:HB2 1:U:53:ILE:HD11 1.93 0.51
1:U:279:GLN:NE2 1:U:320:ILE:N 2.52 0.51
1:A:367:ILE:HD11 1:A:421:ILE:HD12 1.91 0.51
1:D:444:LEU:OXT 2:J:113:VAL:HA 2.11 0.51
1:F:363:GLU:OE1 1:F:412:SER:HA 2.10 0.51
2:0:7:ARG:HE 2:0:12:VAL:CG2 2.08 0.51
2:R:1:THR:N 4:R:175:LVS:S 2.84 0.51
2:R:17:ASP:HB2 2:R:164:ASN:HD22 1.74 0.51
2:R:66:MET:O 2:R:67:HIS:ND1 2.44 0.51
1:T:63:LYS:HG2 1:T:333:LEU:HD12 1.93 0.51
1:X:336:LEU:HB2 1:X:341:PHE:HE1 1.76 0.51
1:A:250:GLN:HA 1:A:250:GLN:HE21 1.76 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
1:B:403:LEU:C 1:B:405:ASP:H 2.13 0.51
1:B:444:.LEU:HD23 | 2:H:113:VAL:HG22 1.93 0.51
2:1:137:LEU:HD11 2:0:136:ALA:HB1 1.93 0.51
2:L:78:LEU:HD12 2:L:78:LEU:O 2.11 0.51
2:P:141: THR:0G1 2:P:143:LEU:HG 2.10 0.51
2:Q:1:THR:N 4:Q:175:LVS:S 2.84 0.51
1:S:48:VAL:HG13 1:S:48:VAL:O 2.11 0.51
1:S:120:ARG:HD2 1:S:120:ARG:C 2.30 0.51
1:U:32:ARG:O 1:U:36:ARG:HG2 2.11 0.51
1:U:112:ARG:HG2 | 1:U:112:ARG:HH11 1.75 0.51
1:U:321:PRO:HG3 1:V:389:GLU:HG2 1.93 0.51
1:B:359:LEU:HD22 1:C:40:LEU:HD11 1.93 0.51
1:D:395:ARG:O 1:D:398: THR:HB 2.10 0.51
2:J: 1. THR:CG2 2:J:33:LYS:HZ2 2.15 0.51
2:N:72:LEU:O 2:N:76:VAL:HG23 2.10 0.51
1:S:6:PRO:O 1:S:10: VAL:HG23 2.11 0.51
1:U:333:LEU:N 1:U:333:LEU:HD23 2.26 0.51
1:W:336:LEU:HB2 1:W:341:PHE:HE1 1.76 0.51
2:G:51:ALA:O 2:G:55: THR:HG23 2.11 0.51
4:G:175:LVS:H1’1 4:G:175:LVS:CA3 2.41 0.51
1:S:5:THR:O 1:S:9:ILE:HG13 2.10 0.51
1:W:40:LEU:O 1:W:45:ARG:HD3 2.10 0.51
1:X:439:LEU:HD23 1:X:439:LEU:N 2.18 0.51
2:K:78:LEU:O 2:K:78:LEU:HD12 2.11 0.51
2:0:51:ALA:O 2:0:55:THR:HG23 2.10 0.51
1:T:5:THR:O 1:T:9:ILE:HG13 2.11 0.51
1:V:333:LEU:N 1:V:333:LEU:HD23 2.25 0.51
1:X:48:VAL:HG13 1:X:48:VAL:O 2.11 0.51
1:B:108: MET:HE1 1:B:240:LEU:HG 1.93 0.50
1:C:437:GLU:HG3 1:C:439:LEU:HB2 1.92 0.50
1:F:60:GLY:HA2 3:F:455:ATP:PB 2.50 0.50
1:F:355:GLN:O 1:F:359:LEU:HD23 2.10 0.50
2:I:1: THR:N 4:1:175:LVS:C2’ 2.74 0.50
2:N:1:THR:H3 4:N:175:LVS:C1’ 2.24 0.50
1:S:32:ARG:O 1:S:36:ARG:HG2 2.11 0.50
1:S:34:ARG:NH1 1:S:252:GLY:H 2.08 0.50
1:U:100:ILE:HB 1:U:291:VAL:HG11 1.93 0.50
1:U:370: THR:HG22 1:U:421:ILE:O 2.11 0.50
1:X:444:LEU:OXT | 1:X:444:LEU:HD22 2.11 0.50
1:C:403:LEU:CD2 1:C:404:MET:SD 2.99 0.50
2:G:161:VAL:HG13 2:R:24:ASN:O 2.11 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
2:M:81:ASP:O 2:M:88:LEU:HB2 2.11 0.50
1:T:32:ARG:NH1 1:T:35:TRP:HZ3 2.08 0.50
1:T:34:ARG:NH1 1:T:252:GLY:H 2.09 0.50
1:W:34:ARG:NH1 1:W:252:GLY:H 2.09 0.50
1:W:357:LYS:HA 1:W:367:ILE:HD11 1.93 0.50
1:W:370: THR:HG22 1:W:421:ILE:O 2.11 0.50
1:C:36:ARG:C 1:C:37:ARG:O 2.46 0.50
1:F:79:ILE:HD12 1:F:80:LYS:N 2.26 0.50
2:J:24:ASN:O 2:0:161:VAL:HG13 2.12 0.50
2:K:33:LYS:HZ3 4:K:175:LVS:HB32 1.77 0.50
2:M:1:THR:CG2 2:M:33:LYS:NZ 2.75 0.50
2:0:95:LEU:O 2:0:105:1ILE:HA 2.11 0.50
2:Q:112:VAL:HB 1:W:443:ILE:CD1 2.42 0.50
1:S:20:GLN:O 1:S:21:ALA:HB2 2.11 0.50
1:U:34:ARG:NH1 1:U:252:GLY:H 2.10 0.50
1:V:20:GLN:O 1:V:21:ALA:HB2 2.11 0.50
1:W:63:LYS:HG2 1:W:333:LEU:HD12 1.93 0.50
1:A:39:GLN:HG2 1:F:362: THR:HG21 1.93 0.50
1:A:347:GLU:HB2 1:A:348:PRO:HD3 1.93 0.50
1:B:76:ALA:HB1 1:B:251:ASN:O 2.11 0.50
1:B:236:ASN:HD22 1:B:239:GLU:HB2 1.75 0.50
1:F:85:LYS:HG2 1:F:85:LYS:O 2.09 0.50
2:L:131:LEU:HD21 2:L:135:ARG:NH2 2.26 0.50
2:N:8:ARG:HH11 2:N:8:ARG:CB 2.25 0.50
2:Q:54:PHE:HE1 1:X:444:LEU:HD12 1.76 0.50
2:R:3:1ILE:HB 2:R:123:ILE:HG13 1.93 0.50
2:R:131:LEU:HD11 2:R:135:ARG:CZ 2.42 0.50
1:S:425:TYR:O 1:S:429:ALA:HB2 2.11 0.50
1:U:286:VAL:HA 1:U:305:PHE:CE1 2.47 0.50
1:W:279:GLN:NE2 1:W:320:ILE:N 2.56 0.50
1:W:439:LEU:C 1:W:441:ARG:H 2.15 0.50
1:C:111:VAL:HG21 1:C:244:ALA:HA 1.92 0.50
1:E:64:.THR:HB 3:E:454:ATP:O1A 2.11 0.50
2:J:153:LEU:HB3 2:J:167:PHE:CE2 2.46 0.50
2:0:37:LEU:HB2 2:0:42:VAL:CG2 2.40 0.50
2:0:137:LEU:C 2:0:141: THR:HG22 2.32 0.50
2:P:66:MET:O 2:P:67:HIS:ND1 2.45 0.50
2:P:104:LEU:HD13 2:P:112:VAL:CG1 2.41 0.50
2:Q:7:ARG:HE 2:Q:12:VAL:CG2 2.10 0.50
1:U:283:LEU:HB3 1:U:284:PRO:HD3 1.93 0.50
1:V:6:PRO:O 1:V:10:VAL:HG23 2.11 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
1:W:441:ARG:HB3 1:W:442:PHE:CE1 2.46 0.50
1:X:30:ALA:HB2 1:X:53:ILE:HD11 1.93 0.50
1:D:234:LEU:HD23 1:D:234:LEU:O 2.11 0.50
2:P:37:LEU:HB2 2:P:42:VAL:CG2 2.42 0.50
1:T:283:LEU:HB3 1:T:284:PRO:HD3 1.93 0.50
1:A:108:MET:CE 1:A:240:LEU:HG 2.42 0.50
1:A:233:LYS:HD3 1:A:235:ILE:CD1 2.42 0.50
1:D:258:GLU:OE1 1:E:322:GLU:OE1 2.29 0.50
2:H:144:SER:OG 2:H:147:GLU:HG3 2.12 0.50
2:M:72:LEU:O 2:M:76:VAL:HG23 2.11 0.50
2:P:1: THR:H3 4:P:175:LVS:CS 2.23 0.50
1:V:5:THR:O 1:V:9:ILE:HG13 2.11 0.50
1:V:16:HIS:CD2 1:V:69:ARG:HE 2.29 0.50
1:X:34:ARG:NH1 1:X:252:GLY:H 2.09 0.50
1:A:37:ARG:CG 1:A:38:MET:N 2.75 0.50
1:E:280:ARG:HH11 1:E:280:ARG:CG 2.25 0.50
2:J:88:LEU:O 2:J:89:ARG:HB3 2.12 0.50
2:K:131:LEU:HD21 2:K:135:ARG:NH2 2.27 0.50
2:0:7:ARG:HH21 2:0:12:VAL:CG2 2.23 0.50
1:X:20:GLN:O 1:X:21:ALA:HB2 2.10 0.50
1:B:63:LYS:HB2 3:B:451:ATP:02B 2.12 0.50
1:D:437:GLU:C 1:D:439:LEU:H 2.12 0.50
2:1:131:LEU:HD21 2:1:135:ARG:NH2 2.26 0.50
2:M:8:ARG:HH11 2:M:8:ARG:CB 2.25 0.50
2:0:1:THR:H3 4:0:175:LVS:CS 2.24 0.50
2:0:49:GLY:H 4:0:175:LVS:HN3 1.59 0.50
2:Q:37:LEU:HB2 2:Q:42:VAL:CG2 2.41 0.50
2:Q:72:LEU:O 2:Q:76:VAL:HG23 2.12 0.50
1:T:333:LEU:HD23 1:T:333:LEU:N 2.27 0.50
1:W:5:THR:O 1:W:9:ILE:HG13 2.12 0.50
1:W:300: THR:O 1:W:303:ILE:HG13 2.11 0.50
1:X:32:ARG:O 1:X:36:ARG:HG2 2.12 0.50
1:X:283:LEU:HB3 1:X:284:PRO:HD3 1.94 0.50
1:A:415:ASN:OD1 1:A:416:GLY:N 2.45 0.49
1:C:330:ARG:HG3 | 1:C:330:ARG:HH11 1.77 0.49
1:E:23:ALA:HA 1:E:331:VAL:HG21 1.94 0.49
1:E:409:PHE:CE1 1:F:6:PRO:HB3 2.47 0.49
2:J:4:VAL:HG23 2:J:122:ALA:HB2 1.94 0.49
2:J:144:SER:O 2:J:148:ILE:HG13 2.11 0.49
2:1L:18:GLY:HA2 2:L:33:LYS:HE2 1.94 0.49
2:N:95:LEU:O 2:N:105:ILE:HA 2.12 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
2:0:131:LEU:HD11 2:0:135:ARG:CZ 2.42 0.49
1:V:115:GLU:HA 1:V:118:LYS:HB2 1.94 0.49
1:W:20:GLN:O 1:W:21:ALA:HB2 2.12 0.49
1:A:356:TYR:O 1:A:357:LYS:C 2.51 0.49
1:F:55:MET:HE3 1:F:306:ILE:HG21 1.94 0.49
2:H:88:LEU:O 2:H:89:ARG:HB3 2.12 0.49
2:H:153:LEU:HB3 2:H:167:PHE:CE2 2.47 0.49
2:R:46:PHE:HB3 2:R:95:LEU:CD1 2.42 0.49
1:S:333:LEU:N 1:S:333:LEU:HD23 2.26 0.49
1:U:48:VAL:HG13 1:U:48:VAL:O 2.11 0.49
1:V:32:ARG:O 1:V:36:ARG:HG2 2.12 0.49
1:V:48:VAL:HG13 1:V:48:VAL:O 2.11 0.49
1:B:20:GLN:HE22 1:B:334:THR:H 1.60 0.49
1:C:85:LYS:HG2 1:C:85:LYS:O 2.12 0.49
1:C:250: GLN:HA 1:C:250:GLN:HE21 1.76 0.49
1:E:283:LEU:HB2 1:E:284:PRO:HD3 1.93 0.49
4:H:175:LVS:H1’1 4:H:175:LVS:CA3 2.42 0.49
2:0:46:PHE:HB3 2:0:95:LEU:CD1 2.42 0.49
2:P:18:GLY:CA 2:P:33:LYS:HZ1 2.24 0.49
2:R:8:ARG:HH11 2:R:8:ARG:CB 2.24 0.49
2:R:56:LEU:HB2 2:R:91:LEU:HD23 1.94 0.49
1:S:336:LEU:HB2 1:S:341:PHE:CE1 2.47 0.49
1:V:286:VAL:HA 1:V:305:PHE:CE1 2.47 0.49
1:W:30:ALA:HB2 1:W:53:ILE:HD11 1.94 0.49
1:X:108:MET:C 1:X:110:LEU:H 2.16 0.49
2:M:83:ARG:CG 2:R:55: THR:HG22 2.42 0.49
2:Q:120:ILE:O 2:Q:121:LEU:HD23 2.12 0.49
1:V:40:LEU:O 1:V:45:ARG:HD3 2.11 0.49
1:V:425:TYR:O 1:V:429:ALA:HB2 2.13 0.49
1:W:444.LEU:HD13 1:W:444:LEU:H 1.77 0.49
1:X:40:LEU:O 1:X:45:ARG:HD3 2.12 0.49
1:B:37:ARG:O 1:B:38:MET:HB2 2.12 0.49
1:B:349:HIS:O 1:B:350:ALA:CB 2.61 0.49
1:B:403:LEU:CD2 1:B:404:MET:SD 3.01 0.49
1:C:101:ARG:HA 1:C:293: THR:HG22 1.94 0.49
3:E:454:ATP:C8 3:E:454:ATP:CY’ 2.94 0.49
1:F:62:GLY:O 1:F:66:ILE:HG13 2.12 0.49
2:H:5:SER:HB2 2:H:14:VAL:HG22 1.94 0.49
2:J:136:ALA:HB1 2:P:137.LEU:CD1 2.42 0.49
2:K:88:LEU:O 2:K:89:ARG:HB3 2.12 0.49
2:0:72:LEU:O 2:0:76:VAL:HG23 2.12 0.49
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2:0:120:ILE:O 2:0:121:LEU:HD23 2.13 0.49
2:Q:48:GLY:H 4:Q:175:LVS:H2’ 1.77 0.49
2:M:55:THR:O 2:M:59:LEU:HD13 2.12 0.49
2:0:157:GLY:HA2 2:0:163: THR:HG22 1.94 0.49
1:S:233:LYS:C 1:S:235:1ILE:H 2.16 0.49
1:T:336:LEU:HB2 1:T:341:PHE:CE1 2.48 0.49
1:U:336:LEU:HB2 1:U:341:PHE:CE1 2.47 0.49
1:U:425:TYR:O 1:U:429:ALA:HB2 2.13 0.49
1:A:32:ARG:C 1:A:34:ARG:N 2.65 0.49
1:A:37:ARG:O 1:A:38:MET:HB2 2.12 0.49
1:B:444:LEU:CD2 2:H:113:VAL:HG22 2.42 0.49
2:G:116:GLU:HG2 2:H:30:ASN:ND2 2.28 0.49
2:H:17:ASP:HB2 2:H:164:ASN:ND2 2.27 0.49
2:M:48:GLY:H 4:M:175:LVS:H2’ 1.77 0.49
2:0:141:THR:OG1 2:0:143:LEU:HG 2.13 0.49
1:T:100:1ILE:HB 1:T:291:VAL:HG11 1.95 0.49
1:B:246:ASP:O 1:B:250:GLN:HG2 2.13 0.49
1:B:283:LEU:HB2 1:B:284:PRO:HD3 1.95 0.49
1:F:42:GLU:HB3 1:F:43:PRO:HD3 1.95 0.49
1:F:250: GLN:HA 1:F:250:GLN:HE21 1.76 0.49
2:N:1:THR:H3 4:N:175:LVS:C2’ 2.26 0.49
1:V:336:LEU:HB2 1:V:341:PHE:CE1 2.47 0.49
1:X:259:ILE:HG22 1:X:308:SER:O 2.13 0.49
1:C:367:ILE:HD11 1:C:421:1LE:HD12 1.95 0.49
1:F:443:1ILE:CG2 2:L:114:GLN:HG3 2.43 0.49
2:R:81:ASP:O 2:R:88:LEU:HB2 2.13 0.49
1:A:258:GLU:OE1 1:B:322:GLU:OE1 2.31 0.49
1:B:389:GLU:CD 1:C:321:PRO:HG3 2.33 0.49
2:H:64:LEU:HD23 2:H:74:SER:OG 2.12 0.49
2:P:1:THR:N 4:P:175:LVS:S 2.86 0.49
1:S:17:ILE:CD1 1:S:65:GLU:HB3 2.42 0.49
1:U:236:ASN:HB3 1:U:239:GLU:HB2 1.95 0.49
1:V:18:ILE:HD11 1:V:343:ARG:HH21 1.75 0.49
1:X:76:ALA:CB 1:X:251:ASN:HB3 2.43 0.49
1:A:40:LEU:HD11 1:F:359:LEU:HD22 1.95 0.48
1:C:35:TRP:O 1:C:37:ARG:O 2.29 0.48
1:D:42:GLU:H 1:D:43:PRO:CD 2.25 0.48
1:D:80:LYS:HG3 1:D:255:PHE:HD2 1.77 0.48
2:G:144:SER:O 2:G:148:1ILE:HG13 2.13 0.48
2:J:37:LEU:HD21 2:J:57:PHE:CZ 2.48 0.48
2:P:56:LEU:HB2 2:P:91:LEU:HD23 1.95 0.48
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2:P:81:ASP:0O 2:P:88:LEU.HB2 2.12 0.48
2:Q:19:GLN:H 2:Q:33:LYS:NZ 2.10 0.48
1:D:16:HIS:HB2 1:D:17:ILE:HD12 1.95 0.48
2:K:136:ALA:HB1 | 2:Q:137:LEU:HD13 1.95 0.48
1:T:425:TYR:O 1:T:429:ALA:HB2 2.13 0.48
1:T:441:ARG:HB3 1:T:442:PHE:CE1 2.48 0.48
1:A:76:ALA:HB1 1:A:251:ASN:O 2.12 0.48
1:A:233:LYS:HE2 1:A:235:ILE:HD12 1.95 0.48
1:D:366:ASN:HB3 1:D:418: THR:HG22 1.95 0.48
1:E:403:LEU:C 1:E:405:ASP:H 2.16 0.48
1:F:76:ALA:HB1 1:F:251:ASN:O 2.13 0.48
2:N:18:GLY:O 2:N:29:GLY:C 2.51 0.48
2:P:1:THR:H1 4:P:175:LVS:CS 2.26 0.48
1:V:240:LEU:HB3 1:V:244:ALA:HB2 1.93 0.48
1:X:236:ASN:ND2 1:X:238:GLU:HB2 2.28 0.48
1:B:437:GLU:CG 1:B:439:LEU:HB2 2.43 0.48
1:C:100:1ILE:HG21 1:C:298:VAL:HG21 1.94 0.48
1:C:444:LEU:HD23 2:1:113:VAL:HG22 1.96 0.48
1:E:52:ASN:O 1:E:328:PRO:HD2 2.13 0.48
1:F:42:GLU:H 1:F:43:PRO:CD 2.26 0.48
2:G:1:THR:H3 4:G:175:LVS:CS 2.24 0.48
2:M:28:LYS:HE2 2:M:30:ASN:OD1 2.13 0.48
2:0:89:ARG:HG2 2:0:90:LYS:H 1.78 0.48
2:Q:8:ARG:HH11 2:Q:8:ARG:CB 2.26 0.48
1:S:40:LEU:O 1:S:45:ARG:HD3 2.13 0.48
1:X:370: THR:HG22 1:X:421:ILE:O 2.12 0.48
1:C:16:HIS:HB2 1:C:17:ILE:HD12 1.95 0.48
1:D:246:ASP:O 1:D:250:GLN:HG2 2.14 0.48
1:E:114:GLN:C 1:E:116:ILE:H 2.16 0.48
2:1:7:ARG:NH1 2:1:12:VAL:CG2 2.77 0.48
2:M:1: THR:HG22 2:M:33:LYS:NZ 2.28 0.48
2:0:164:ASN:ND2 2:0:164:ASN:H 2.12 0.48
2:R:37:LEU:HB2 2:R:42:VAL:CG2 2.42 0.48
1:T:30:ALA:HB2 1:T:53:ILE:HD11 1.96 0.48
1:T:370: THR:HG22 1:T:421:1LE:O 2.12 0.48
1:W:100:ILE:HB 1:W:291:VAL:HG11 1.96 0.48
1:A:7:ARG:NH1 1:A:7:ARG:HB3 2.29 0.48
1:B:108: MET:HA 1:B:108:MET:HE3 1.96 0.48
1:C:76:ALA:HB1 1:C:251:ASN:O 2.13 0.48
1:D:36:ARG:C 1:D:37:ARG:O 2.47 0.48
1:E:326:ARG:O 1:E:328:PRO:HD3 2.14 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
2:1:7:ARG:HD2 2:1:119:GLN:CG 2.36 0.48
2:M:76:VAL:HG11 1:S:442:PHE:CE2 2.49 0.48
2:N:51:ALA:O 2:N:55:THR:HG23 2.13 0.48
1:S:76:ALA:CB 1:S:251:ASN:HB3 2.43 0.48
1:V:9:ILE:HD13 1:V:31:LEU:HD23 1.96 0.48
1:V:434:VAL:HG12 1:V:435:GLU:N 2.29 0.48
2:1:53:ALA:HA 2:1:93:ALA:HB1 1.96 0.48
2:M:131:LEU:HD11 2:M:135:ARG:CZ 2.43 0.48
2:N:48:GLY:H 4:N:175:LVS:H2’ 1.79 0.48
2:Q:76:VAL:HG11 1:W:442:PHE:CE2 2.48 0.48
2:Q:137:LEU:C 2:QQ:141: THR:HG22 2.34 0.48
2:R:89:ARG:HG2 2:R:90:LYS:H 1.79 0.48
1:U:9:ILE:HD13 1:U:31:LEU:HD23 1.96 0.48
1:W:434:VAL:HG12 1:W:435:GLU:N 2.28 0.48
1:B:75:ASN:OD1 1:B:110:LEU:HD11 2.14 0.48
1:C:17:ILE:HD12 1:C:17:ILE:N 2.28 0.48
1:C:100:1ILE:HG21 1:C:298:VAL:CG2 2.44 0.48
1:E:367:ILE:CD1 1:E:421:1ILE:HD11 2.39 0.48
2:J:7:ARG:NH1 2:J:12:VAL:CG2 2.76 0.48
2:J:33:LYS:HZ1 4:J:175:LVS:CB3 2.21 0.48
2:K:107:THR:OG1 2:K:111:ASP:0OD2 2.22 0.48
1:U:5:THR:O 1:U:9:ILE:HG13 2.14 0.48
1:V:63:LYS:HG2 1:V:333:LEU:HD12 1.96 0.48
1:W:7:ARG:HH12 1:X:410:SER:HB3 1.77 0.48
1:W:9:ILE:HD13 1:W:31:LEU:HD23 1.94 0.48
1:X:300:THR:O 1:X:303:ILE:HG13 2.13 0.48
1:A:403:LEU:HD11 | 1:A:426:VAL:HG22 1.94 0.48
1:C:367:1ILE:HD11 1:C:421:1LE:HD11 1.95 0.48
1:D:285:LEU:HD12 1:D:285:LEU:N 2.28 0.48
2:H:7:ARG:NH1 2:H:12:VAL:CG2 2.77 0.48
2:J:72:LEU:HD22 2:J:104:LEU:HD21 1.96 0.48
2:P:131:LEU:HD11 2:P:135:ARG:HE 1.76 0.48
2:R:1: THR:HG22 2:R:33:LYS:HD2 1.89 0.48
1:S:373:ALA:HB2 1:S:422:ASP:HA 1.96 0.48
1:W:17:ILE:CD1 1:W:65:GLU:HB3 2.44 0.48
1:W:60:GLY:HA3 1:W:392:GLY:HA3 1.95 0.48
1:X:100:ILE:HB 1:X:291:VAL:HG11 1.94 0.48
1:B:443:1LE:HG12 2:H:112:VAL:CG2 2.44 0.48
1:F:37:ARG:O 1:F:38:-MET:HB2 2.12 0.48
1:F:330:ARG:HG3 1:F:330:ARG:HH11 1.78 0.48
1:F:370: THR:HG23 1:F:421:ILE:O 2.14 0.48
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2:1:144:SER:OG 2:1:147:GLU:HG3 2.14 0.48
2:M:1: THR:HG22 2:M:33:LYS:HZ3 1.78 0.48
1:S:283:LEU:HB3 1:S:284:PRO:HD3 1.95 0.48
1:S:388: THR:HG22 1:S:389:GLU:N 2.25 0.48
1:T:20:GLN:O 1:T:21:ALA:HB2 2.14 0.48
1:U:327:LEU:N 1:U:328:PRO:CD 2.77 0.48
1:V:30:ALA:HB2 1:V:53:ILE:HD11 1.94 0.48
1:X:49:THR:HG21 | 1:X:326:ARG:HH22 1.79 0.48
1:B:250:GLN:HA 1:B:250:GLN:NE2 2.28 0.47
1:C:443:1LE:HG12 2:1:112:VAL:HG21 1.96 0.47
2:K:24:ASN:O 2:P:161:VAL:HG13 2.14 0.47
2:L:153:LEU:HB3 2:L:167:PHE:CE2 2.49 0.47
2:P:7:ARG:HE 2:P:12:VAL:CG2 2.07 0.47
1:U:6:PRO:O 1:U:10:VAL:HG23 2.14 0.47
1:W:283:LEU:HB3 1:W:284:PRO:HD3 1.96 0.47
1:W:336:LEU:HB2 1:W:341:PHE:CE1 2.49 0.47
1:X:17:ILE:HD13 1:X:66:ILE:CG1 2.44 0.47
1:B:395:ARG:O 1:B:398: THR:HB 2.14 0.47
1:D:283:LEU:HB2 1:D:284:PRO:HD3 1.95 0.47
1:D:283:LEU:HD23 1:D:283:LEU:HA 1.72 0.47
2:P:120:1LE:O 2:P:121:LEU:HD23 2.14 0.47
2:Q:76:VAL:HG22 1:W:443:ILE:HD11 1.96 0.47
2:R:50: THR:H 4:R:175:LVS:CD6 2.27 0.47
1:T:434:VAL:HG12 1:T:435:GLU:N 2.28 0.47
1:U:297:MET:HG3 1:V:109:LYS:HD2 1.96 0.47
1:U:421:ILE:HG12 1:U:425: TYR:CD1 2.49 0.47
1:U:434:VAL:HG12 1:U:435:GLU:N 2.30 0.47
1:V:300: THR:O 1:V:303:ILE:HG13 2.14 0.47
1:X:336:LEU:HB2 1:X:341:PHE:CE1 2.49 0.47
1:B:326:ARG:O 1:B:328:PRO:HD3 2.14 0.47
1:B:356: TYR:O 1:B:357:LYS:C 2.52 0.47
1:C:20:GLN:HE21 1:C:20:GLN:N 2.12 0.47
1:D:42:GLU:HB3 1:D:43:PRO:HD3 1.96 0.47
1:D:250:GLN:HE21 1:D:250: GLN:HA 1.79 0.47
1:F:366:ASN:HB3 1:F:418: THR:HG22 1.95 0.47
2:N:3:ILE:HB 2:N:123:ILE:HG13 1.95 0.47
1:T:17:ILE:CD1 1:T:65:GLU:HB3 2.44 0.47
1:T:57:GLY:O 1:T:58:PRO:O 2.32 0.47
1:W:49: THR:HG21 | 1:W:326:ARG:HH22 1.79 0.47
1:B:100:ILE:CG2 1:B:298:VAL:HG21 2.43 0.47
1:C:63:LYS:NZ 3:C:452:ATP:0O1B 2.47 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:C:444:LEU:HD23 2:1:113:VAL:HG13 1.96 0.47
1:E:233:LYS:HZ3 1:E:233:LYS:HB2 1.80 0.47
1:E:356:TYR:O 1:E:357:LYS:C 2.51 0.47
1:F:20:GLN:HE22 1:F:334:THR:H 1.62 0.47
1:F:415:ASN:OD1 1:F:416:GLY:N 2.46 0.47
2:1:83:ARG:NH1 2:J:58:GLU:OE2 2.44 0.47
2:K:1: THR:HG21 2:K:33:LYS:NZ 2.15 0.47
2:M:51:ALA:O 2:M:55:THR:HG23 2.14 0.47
1:S:100:ILE:HB 1:S:291:VAL:HG11 1.96 0.47
1:V:283:LEU:HB3 1:V:284:PRO:HD3 1.95 0.47
1:X:6:PRO:O 1:X:10: VAL:HG23 2.15 0.47
1:X:421:ILE:HG12 1:X:425: TYR:CD1 2.49 0.47
1:C:443:1LE:CG2 2:1:114:GLN:HG3 2.41 0.47
2:N:50: THR:H 4:N:175:LVS:CD6 2.28 0.47
1:S:30:ALA:HB2 1:S:53:ILE:HD11 1.95 0.47
1:S:48:VAL:HG21 1:T:359:LEU:HD11 1.95 0.47
1:T:279:GLN:NE2 1:T:320:ILE:N 2.55 0.47
1:U:17:ILE:CD1 1:U:65:GLU:HB3 2.45 0.47
1:U:17:ILE:HD13 1:U:66:ILE:CG1 2.44 0.47
1:U:245:1LE:HG22 1:U:249:GLU:OE1 2.15 0.47
1:W:333:LEU:N 1:W:333:LEU:HD23 2.29 0.47
1:W:421:ILE:HG12 | 1:W:425:TYR:CD1 2.50 0.47
1:A:100:ILE:CG2 1:A:298:VAL:HG21 2.45 0.47
1:C:235:1LE:HG22 1:C:237:PRO:HD3 1.96 0.47
1:D:326:ARG:O 1:D:328:PRO:HD3 2.14 0.47
2:H:7:ARG:CZ 2:H:12:VAL:CG2 2.93 0.47
2:K:116:GLU:HG2 2:1:30:ASN:HD21 1.79 0.47
2:N:81:ASP:O 2:N:88:LEU:HB2 2.15 0.47
2:0:55:THR:O 2:0:59:LEU:HD13 2.15 0.47
2:P:8:ARG:HH11 2:P:8:ARG:CB 2.27 0.47
1:T:6:PRO:O 1:T:10:VAL:HG23 2.13 0.47
1:V:373:ALA:HB2 1:V:422:ASP:HA 1.96 0.47
1:A:44:LEU:HD23 1:A:44:LEU:HA 1.73 0.47
1:A:108:MET:HE1 1:A:240:LEU:HG 1.95 0.47
1:A:440:SER:HB3 2:H:32:ARG:NH2 2.29 0.47
1:B:80:LYS:HG3 1:B:255:PHE:HD2 1.80 0.47
1:B:370: THR:HG23 1:B:421:ILE:O 2.14 0.47
1:D:330:ARG:HH11 | 1:D:330:ARG:HG3 1.79 0.47
1:E:79:ILE:HD12 1:E:80:LYS:N 2.29 0.47
1:E:285:LEU:N 1:E:285:LEU:HD12 2.30 0.47
1:E:355:GLN:O 1:E:359:LEU:HD23 2.15 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:F:410:SER:O 1:F:414:MET:HB2 2.15 0.47
2:H:67:HIS:NE2 2:H:77:GLU:HG3 2.30 0.47
2:1:64:LEU:HD23 2:1:74:SER:OG 2.15 0.47
2:P:105:1LE:HG22 2:P:113:VAL:O 2.14 0.47
2:R:55:THR:O 2:R:59:LEU:HD13 2.15 0.47
1:S:63:LYS:HG2 1:S:333:LEU:HD12 1.96 0.47
1:S:105:ASP:HB3 1:X:297:-MET:HE1 1.96 0.47
1:S:297:MET:HG3 1:T:109:LYS:HZ2 1.79 0.47
1:S:434:VAL:HG12 1:S:435:GLU:N 2.30 0.47
1:T:388: THR:HG22 1:T:389:GLU:N 2.26 0.47
1:U:49:THR:HG21 1:U:326:ARG:HH22 1.80 0.47
1:U:63:LYS:HG2 1:U:333:LEU:HD12 1.97 0.47
1:U:370:THR:O 1:U:374:VAL:HG23 2.14 0.47
1:V:82:GLU:OE2 1:V:258:GLU:HG3 2.15 0.47
1:V:328:PRO:HA 1:W:398: THR:HG22 1.96 0.47
1:W:327:LEU:N 1:W:328:PRO:CD 2.77 0.47
1:X:17:ILE:CD1 1:X:65:GLU:HB3 2.45 0.47
1:X:294:LYS:HG3 1:X:295:HIS:ND1 2.30 0.47
1:B:440:SER:O 1:B:443:ILE:N 2.29 0.47
1:F:17:ILE:N 1:F:17ILE:HD12 2.30 0.47
1:F:55:MET:CE 1:F:306:ILE:HG21 2.45 0.47
2:M:76:VAL:HG22 1:S:443:1LE:HD11 1.97 0.47
2:M:131:LEU:HD21 | 2:M:135:ARG:NH2 2.30 0.47
2:N:76:VAL:HG11 1:T:442:PHE:CD2 2.50 0.47
1:S:294:LYS:HG3 1:S:295:HIS:ND1 2.30 0.47
1:S:347:GLU:HB2 1:S:348:PRO:HD3 1.97 0.47
1:T:18:ILE:HD11 1:T:343:ARG:HH21 1.80 0.47
1:V:80:LYS:HG3 1:V:255:PHE:CD2 2.48 0.47
1:V:100:ILE:HB 1:V:291:VAL:HG11 1.97 0.47
1:A:32:ARG:C 1:A:34:ARG:H 2.17 0.47
1:A:233:LYS:CD 1:A:235:ILE:HD12 2.45 0.47
1:D:233:LYS:HB2 1:D:233:LYS:HZ3 1.79 0.47
1:E:250:GLN:HA 1:E:250:GLN:HE21 1.80 0.47
2:P:51:ALA:O 2:P:55: THR:HG23 2.15 0.47
1:T:49: THR:HG21 1:T:326:ARG:HH22 1.80 0.47
1:V:49:THR:HG21 1:V:326:ARG:HH22 1.80 0.47
1:W:370: THR:O 1:W:374:VAL:HG23 2.15 0.47
1:X:388: THR:HG22 1:X:389:GLU:N 2.25 0.47
1:X:425: TYR:O 1:X:429:ALA:HB2 2.15 0.47
1:A:283:LEU:HB2 1:A:284:PRO:HD3 1.97 0.47
1:A:438:ASP:O 1:A:439:LEU:O 2.32 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:B:42:GLU:HB3 1:B:43:PRO:HD3 1.97 0.47
1:B:58:PRO:HG2 1:B:61:VAL:HG11 1.97 0.47
1:B:285:LEU:HD12 1:B:285:LEU:H 1.80 0.47
1:B:355:GLN:OE1 1:C:48:VAL:HA 2.15 0.47
2:I:1:THR:HG21 2:1:33:LYS:HZ2 1.79 0.47
2:0:18:GLY:O 2:0:29:GLY:C 2.54 0.47
2:P:50:THR:O 2:P:53:ALA:HB3 2.15 0.47
1:S:437:GLU:O 1:S:438:ASP:C 2.53 0.47
1:U:294:LYS:HG3 1:U:295:HIS:ND1 2.30 0.47
1:V:441:ARG:HB3 1:V:442:PHE:CE1 2.49 0.47
1:F:293: THR:C 1:F:295:HIS:H 2.18 0.46
2:G:164:ASN:C 2:G:164:ASN:ND2 2.67 0.46
2:M:115:PRO:HG3 | 2:M:121:LEU:HD21 1.97 0.46
2:0:37:LEU:HD22 2:0:61:GLU:HG3 1.96 0.46
2:0:164:ASN:HD22 2:0:164:ASN:H 1.62 0.46
2:Q:51:ALA:O 2:Q:55: THR:HG23 2.15 0.46
2:R:1:THR:H3 4:R:175:LVS:CS 2.27 0.46
2:R:49:GLY:H 4:R:175:LVS:HN3 1.62 0.46
2:R:76:VAL:HG22 1:X:443:1ILE:HD11 1.96 0.46
1:T:370: THR:O 1:T:374:VAL:HG23 2.14 0.46
1:U:55:MET:HE2 1:U:306:1ILE:HG21 1.97 0.46
1:U:236:ASN:HB3 1:U:239:GLU:CB 2.46 0.46
1:W:68:ARG:C 1:W:70:LEU:H 2.19 0.46
1:X:439:LEU:C 1:X:441:ARG:H 2.18 0.46
1:A:403:LEU:HD12 | 1:A:426:VAL:HG22 1.96 0.46
1:B:326:ARG:C 1:B:328:PRO:HD3 2.35 0.46
1:C:57:GLY:O 1:C:63:LYS:HE2 2.15 0.46
1:C:60:GLY:HA2 3:C:452:ATP:PB 2.55 0.46
1:C:285:LEU:N 1:C:285:LEU:HD12 2.30 0.46
1:D:362: THR:HG23 1:E:39:GLN:HG2 1.97 0.46
1:E:42:GLU:H 1:E:43:PRO:CD 2.28 0.46
1:E:85:LYS:O 1:E:85:LYS:HG2 2.14 0.46
1:E:444:LEU:OXT 2:K:113:VAL:HA 2.15 0.46
1:F:100:ILE:CG2 1:F:298:VAL:HG21 2.45 0.46
2:H:71:LEU:CD1 2:H:104:LEU:HD22 2.45 0.46
2:J:7:ARG:CZ 2:J:12:VAL:CG2 2.94 0.46
2:J:17:ASP:CG 2:J:163: THR:HG23 2.36 0.46
2:K:153:LEU:HB3 2:K:167:PHE:CE2 2.50 0.46
2:L:137:LEU:HD11 2:R:136:ALA:HB1 1.96 0.46
2:M:18:GLY:CA 2:M:33:LYS:NZ 2.79 0.46
2:N:76:VAL:HG22 1:T:443:1LE:HD11 1.96 0.46
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2:N:137:-LEU:C 2:N:141: THR:HG22 2.35 0.46
2:0:7:ARG:NH2 2:0:12:VAL:HG21 2.26 0.46
2:R:164:ASN:ND2 2:R:164:ASN:H 2.13 0.46
1:V:76:ALA:CB 1:V:251:ASN:HB3 2.45 0.46
1:X:5:THR:O 1:X:9:ILE:HG13 2.15 0.46
1:D:270:GLY:C 1:D:272:ASP:N 2.68 0.46
1:E:61:VAL:HA 1:E:336:LEU:HD22 1.98 0.46
1:E:347:GLU:HB2 1:E:348:PRO:HD3 1.96 0.46
2:N:157:GLY:HA2 2:N:163: THR:HG22 1.97 0.46
2:R:48:GLY:H 4:R:175:LVS:H2’ 1.80 0.46
1:T:421:.1LE:HG12 1:T:425:TYR:CD1 2.49 0.46
1:X:68:ARG:C 1:X:70:LEU:H 2.19 0.46
1:X:333:LEU:N 1:X:333:LEU:HD23 2.30 0.46
1:X:370: THR:O 1:X:374:VAL:HG23 2.15 0.46
1:A:330:ARG:HH11 | 1:A:330:ARG:HG3 1.81 0.46
1:E:270:GLY:C 1:E:272:ASP:N 2.68 0.46
2:H:1:THR:N 4:H:175:LVS:S 2.89 0.46
2:M:137:LEU:C 2:M:141: THR:HG22 2.34 0.46
1:T:9:ILE:HD13 1:T:31:LEU:HD23 1.98 0.46
1:T:381:ALA:O 1:T:395:ARG:HG2 2.15 0.46
1:T:430:LEU:N 1:T:430:LEU:HD23 2.31 0.46
1:V:60:GLY:HA3 1:V:392:GLY:HA3 1.97 0.46
1:C:347:GLU:HB2 1:C:348:PRO:HD3 1.98 0.46
1:C:366:ASN:HB3 1:C:418: THR:HG22 1.98 0.46
1:C:437:GLU:C 1:C:439:LEU:H 2.14 0.46
1:D:347:GLU:HB2 1:D:348:PRO:HD3 1.98 0.46
1:E:402:ARG:O 1:E:405:ASP:HB2 2.15 0.46
1:F:403:LEU:HD11 1:F:426:VAL:HG22 1.96 0.46
2:G:159:ILE:O 2:R:25:THR:HA 2.15 0.46
2:P:48:GLY:H 4:P:175:LVS:H2’ 1.79 0.46
1:S:49: THR:HG21 1:S:326:ARG:HH22 1.80 0.46
1:U:373:ALA:HB2 1:U:422:ASP:HA 1.97 0.46
1:U:388: THR:HG22 1:U:389:GLU:N 2.22 0.46
1:A:390:ASN:C 1:A:390:ASN:OD1 2.54 0.46
1:B:61:VAL:HA 1:B:336:LEU:HD22 1.98 0.46
1:D:37:ARG:O 1:D:38:MET:HB2 2.16 0.46
1:D:37:ARG:HG2 1:D:38:MET:N 2.31 0.46
1:E:16:HIS:HB2 1:E:17:ILE:HD12 1.96 0.46
1:E:36:ARG:C 1:E:37:ARG:O 2.51 0.46
1:E:108:MET:HG2 1:E:295:HIS:CE1 2.50 0.46
2:J:51:ALA:O 2:J:55: THR:HG23 2.14 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
2:K:105:ILE:HG22 2:K:113:VAL:O 2.16 0.46
2:N:56:LEU:HB2 2:N:91:LEU:HD23 1.98 0.46
2:0:112:VAL:HB 1:U:443:1ILE:CD1 2.44 0.46
2:P:96:ILE:CD1 2:P:123:ILE:HG12 2.45 0.46
2:R:1: THR:HG23 2:R:33:LYS:HZ3 1.78 0.46
1:S:421:1ILE:HG12 1:S:425:TYR:CD1 2.50 0.46
2:M:76:VAL:HG11 1:S:442:PHE:CD2 2.50 0.46
2:M:164:ASN:HD22 2:M:164:ASN:H 1.64 0.46
1:T:240:LEU:C 1:T:242:GLN:H 2.19 0.46
1:W:55:MET:HE1 1:W:63:LYS:O 2.15 0.46
1:W:76:ALA:CB 1:W:251:ASN:HB3 2.46 0.46
1:W:82:GLU:OE2 1:W:258:GLU:HG3 2.15 0.46
1:W:425:TYR:O 1:W:429:ALA:HB2 2.15 0.46
1:A:31:LEU:HD21 1:A:74:ALA:HB2 1.98 0.46
1:A:73:LEU:HD12 1:A:73:LEU:O 2.16 0.46
1:A:352:LEU:HD23 1:A:352:LEU:HA 1.79 0.46
1:C:25:ARG:O 1:C:28:ALA:HB3 2.16 0.46
2:M:89:ARG:HG2 2:M:90:LYS:H 1.81 0.46
2:R:91:LEU:HB2 2:R:108:GLY:HA3 1.98 0.46
1:S:7:ARG:NH1 1:T:410:SER:HB3 2.30 0.46
1:U:441:ARG:HB3 1:U:442:PHE:CE1 2.51 0.46
1:A:250:GLN:HA 1:A:250:GLN:NE2 2.29 0.46
1:B:443:ILE:HD11 2:H:72:LEU:CD1 2.38 0.46
1:C:25:ARG:O 1:C:29:ILE:HG23 2.15 0.46
1:D:112:ARG:O 1:D:116:ILE:HG13 2.16 0.46
1:D:401:GLU:OE1 1:E:51:LYS:HG3 2.16 0.46
1:E:25:ARG:O 1:E:29:ILE:HG23 2.16 0.46
2:G:58:GLU:OE2 2:1:83:ARG:NH1 2.49 0.46
2:1:164:ASN:C 2:1:164: ASN:ND2 2.68 0.46
2:J:33:LYS:HZ3 4:J:175:LVS:CB3 2.24 0.46
2:L:7:ARG:HG3 2:L:12:VAL:HG22 1.96 0.46
2:P:18:GLY:O 2:P:29:GLY:C 2.53 0.46
2:Q:80:LYS:O 2:Q:84: THR:HG23 2.15 0.46
1:V:54:LEU:HD23 1:V:307:ALA:HB3 1.97 0.46
1:V:347:GLU:HB2 1:V:348:PRO:HD3 1.98 0.46
3:A:450:ATP:C5’ 3:A:450:ATP:H8 2.28 0.46
1:B:233:LYS:HB2 1:B:233:LYS:NZ 2.31 0.46
1:B:402:ARG:O 1:B:405:ASP:HB2 2.16 0.46
1:C:390:ASN:C 1:C:390:ASN:OD1 2.55 0.46
2:1:86:ARG:HH11 2:1:86:ARG:CB 2.18 0.46
2:P:55:THR:O 2:P:59:LEU:HD13 2.15 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
2:P:64:LEU.HD23 2:P:74:SER:CB 2.46 0.46
2:Q:37:LEU:HD22 2:Q:61:GLU:HG3 1.97 0.46
1:T:63:LYS:HB2 3:T:457:ATP:02B 2.16 0.46
1:V:294:LYS:HG3 1:V:295:HIS:ND1 2.31 0.46
1:V:442:PHE:O 1:V:443:1LE:HG12 2.16 0.46
1:A:285:LEU:HD12 1:A:285:LEU:N 2.31 0.45
1:A:443:ILE:HG12 2:G:112:VAL:CG2 2.47 0.45
1:B:101:ARG:HA 1:B:293: THR:HG22 1.99 0.45
1:B:415:ASN:OD1 1:B:416:GLY:N 2.49 0.45
1:C:52:ASN:HB2 1:C:326:ARG:O 2.15 0.45
1:C:250:GLN:HA 1:C:250:GLN:NE2 2.31 0.45
1:D:57:GLY:O 1:D:63:LYS:HE2 2.16 0.45
1:E:352:LEU:HD13 1:E:400:MET:HG3 1.98 0.45
1:F:5:THR:H 1:F:8:GLU:HB3 1.81 0.45
1:F:37:ARG:HG2 1:F:38:MET:N 2.31 0.45
1:F:349:HIS:O 1:F:350:ALA:CB 2.62 0.45
1:T:17:ILE:HD13 1:T:66:ILE:CG1 2.46 0.45
1:X:373:ALA:HB2 1:X:422:ASP:HA 1.97 0.45
1:A:402:ARG:NH2 1:A:433:VAL:CG2 2.79 0.45
1:C:27:VAL:CB 1:C:70:LEU:HD22 2.39 0.45
1:E:293: THR:C 1:E:295:HIS:H 2.19 0.45
1:E:326:ARG:C 1:E:328:PRO:HD3 2.36 0.45
1:E:409:PHE:CD2 1:F:25:ARG:CZ 3.00 0.45
1:F:23:ALA:CA 1:F:331:VAL:HG21 2.43 0.45
2:H:172:LEU:HD23 2:H:172:LEU:HA 1.82 0.45
2:L:7:ARG:CZ 2:1:12:VAL:CG2 2.95 0.45
1:S:286:VAL:HA 1:S:305:PHE:CE1 2.51 0.45
1:S:326:ARG:HH11 1:S:326:ARG:CA 2.28 0.45
1:A:36:ARG:C 1:A:37:ARG:O 2.54 0.45
1:A:345:LEU:HD12 1:A:345:LEU:HA 1.74 0.45
1:C:7:ARG:NH1 1:C:7:ARG:HB3 2.31 0.45
1:E:362: THR:HG23 1:F:39:GLN:HG2 1.98 0.45
1:F:79:ILE:HD12 1:F:80:LYS:H 1.81 0.45
2:L:7:ARG:NH1 2:1:12:VAL:CG2 2.79 0.45
2:N:66:MET:0O 2:N:67:HIS:ND1 2.50 0.45
2:Q:54:PHE:CZ 1:X:444:LEU:HB3 2.51 0.45
1:T:54:LEU:HD23 1:T:307:ALA:HB3 1.98 0.45
1:T:236:ASN:N 1:T:237:PRO:HD3 2.31 0.45
1:U:347:GLU:HB2 1:U:348:PRO:HD3 1.98 0.45
1:A:283:LEU:HA 1:A:283:LEU:HD23 1.68 0.45
1:E:112:ARG:HD2 1:E:240:LEU:HD21 1.98 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
2:G:116:GLU:HG2 2:H:30:ASN:HD21 1.81 0.45
2:1:5:SER:HB2 2:1:14:VAL:HG22 1.98 0.45
2:J:172:LEU:HD23 2:J:172:LEU:HA 1.80 0.45
2:M:47:ALA:HB3 2:M:123:ILE:HD12 1.99 0.45
2:N:1:THR:N 4:N:175:LVS:C2’ 2.79 0.45
2:QQ:164:ASN:HD22 2:QQ:164:ASN:N 2.10 0.45
2:R:19:GLN:N 2:R:33:LYS:HZ1 2.11 0.45
2:R:120:1LE:O 2:R:121:LEU:HD23 2.16 0.45
1:U:68:ARG:C 1:U:70:LEU:H 2.19 0.45
1:W:373:ALA:HB2 1:W:422:ASP:HA 1.97 0.45
1:B:36:ARG:C 1:B:37:ARG:O 2.54 0.45
3:B:451:ATP:HS 3:B:451:ATP:C5’ 2.28 0.45
3:D:453:ATP:H8 3:D:453:ATP:C%’ 2.28 0.45
1:E:370: THR:O 1:E:373:ALA:HB3 2.17 0.45
1:F:20:GLN:CA 1:F:20:GLN:NE2 2.61 0.45
2:G:137:LEU:HD11 2:M:136:ALA:HB1 1.97 0.45
2:0:56:LEU:HB2 2:0:91:LEU:HD23 1.98 0.45
2:P:5:SER:CB 2:P:14:VAL:HG22 2.47 0.45
2:R:164:ASN:HD22 2:R:164:ASN:H 1.62 0.45
1:S:64: THR:N 3:S5:456:ATP:02B 2.50 0.45
1:S:82:GLU:OE2 1:S:258:GLU:HG3 2.16 0.45
1:S:327:LEU:N 1:S:328:PRO:CD 2.78 0.45
1:S:370: THR:O 1:S:374:VAL:HG23 2.16 0.45
1:U:40:LEU:HD13 1:U:44:LEU:O 2.17 0.45
1:V:326:ARG:HH11 1:V:326:ARG:CA 2.28 0.45
1:W:54:LEU:HD23 1:W:307:ALA:HB3 1.97 0.45
1:X:407:ILE:HG23 1:X:408:SER:N 2.32 0.45
1:B:407:ILE:HD11 1:B:419:VAL:HG11 1.97 0.45
1:D:280:ARG:HH11 1:D:280:ARG:CG 2.30 0.45
1:E:437:GLU:HG3 1:E:439:LEU:HB2 1.97 0.45
2:K:33:LYS:HZ3 4:K:175:LVS:CB3 2.29 0.45
2:1:164:ASN:C 2:1:164:ASN:ND2 2.64 0.45
2:Q:89:ARG:HG2 2:Q:90:LYS:H 1.82 0.45
1:S:9:ILE:HD13 1:S:31:LEU:HD23 1.98 0.45
1:S:391:ILE:HD11 1:S:395:ARG:NE 2.31 0.45
1:T:68:ARG:C 1:T:70:LEU:H 2.20 0.45
1:V:63:LYS:HB2 3:V:459:ATP:02B 2.16 0.45
1:V:387:LYS:NZ 1:V:435:GLU:HG3 2.30 0.45
1:V:444:LEU:HD13 1:V:444:LEU:H 1.81 0.45
1:X:82:GLU:OE2 1:X:258:GLU:HG3 2.16 0.45
1:X:326:ARG:HH11 1:X:326:ARG:CA 2.28 0.45
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1:C:404:MET:O 1:C:408:SER:HB2 2.17 0.45
1:D:358:ALA:O 1:D:361:ALA:HB3 2.15 0.45
1:D:403:LEU:C 1:D:405:ASP:H 2.19 0.45
2:H:1:THR:H3 4:H:175:LVS:C2’ 2.29 0.45
2:J:5:SER:HB2 2:J:14:VAL:HG22 1.96 0.45
2:L:88:LEU:O 2:L:88:LEU:HD23 2.16 0.45
2:M:1:THR:CG2 2:M:33:LYS:HD2 2.15 0.45
2:M:50: THR:O 2:M:53:ALA:HB3 2.17 0.45
2:M:164:ASN:ND2 2:M:164:ASN:H 2.13 0.45
1:T:300: THR:O 1:T:303:ILE:HG13 2.17 0.45
1:V:55:-MET:HE2 1:V:306:ILE:HG21 1.98 0.45
1:W:347:GLU:HB2 1:W:348:PRO:HD3 1.98 0.45
1:E:330:ARG:HH11 1:E:330:ARG:HG3 1.82 0.45
2:1:136:ALA:HB1 2:0:137:LEU:CD1 2.47 0.45
2:J:1: THR:HG23 2:J:33:LYS:HZ1 1.80 0.45
2:K:125:SER:N 4:K:175:LVS:CY’ 2.72 0.45
1:S:68:ARG:C 1:S:70:LEU:H 2.20 0.45
1:T:373:ALA:HB2 1:T:422:ASP:HA 1.98 0.45
1:U:313:VAL:HG23 1:U:314:ALA:H 1.82 0.45
1:U:344:1ILE:CG2 3:U:458:ATP:C2 2.97 0.45
1:U:439:LEU:C 1:U:441:ARG:H 2.21 0.45
1:V:370: THR:HG23 1:V:373:ALA:CB 2.47 0.45
1:W:65:GLU:CG 3:W:460:ATP:H2’ 2.46 0.45
1:W:66:ILE:O 1:W:66:1LE:HG22 2.17 0.45
1:A:359:LEU:HD22 1:B:40:LEU:HD11 1.98 0.45
1:D:438:ASP:O 1:D:439:LEU:O 2.35 0.45
1:E:415:ASN:OD1 1:E:416:GLY:N 2.50 0.45
2:M:49:GLY:H 4:M:175:LVS:HN3 1.64 0.45
1:S:430:LEU:HD23 1:S:430:LEU:N 2.32 0.45
1:T:313:VAL:HG23 1:T:314:ALA:H 1.82 0.45
1:U:240:LEU:HD12 1:U:240:LEU:N 2.32 0.45
1:V:254:VAL:HB 1:V:305:PHE:CD2 2.52 0.45
1:V:381:ALA:O 1:V:395:ARG:HG2 2.17 0.45
2:1:24:ASN:O 2:N:161:VAL:HG13 2.17 0.45
2:K:64:LEU:HD23 2:K:74:SER:OG 2.17 0.45
2:0:91:LEU:HB2 2:0:108:GLY:HA3 1.97 0.45
2:P:49:GLY:O 2:P:50: THR:C 2.54 0.45
2:R:51:ALA:O 2:R:55: THR:HG23 2.17 0.45
1:T:55:MET:HE1 1:T:63:LYS:O 2.17 0.45
1:U:54:LEU:HD23 1:U:307:ALA:HB3 1.99 0.45
1:U:381:ALA:O 1:U:395:ARG:HG2 2.17 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
1:V:17:ILE:CD1 1:V:65:GLU:HB3 2.46 0.45
1:W:65:GLU:HG3 3:W:460:ATP:H2’ 1.99 0.45
1:A:61:VAL:HA 1:A:336:LEU:HD22 1.98 0.44
1:B:378:ALA:O 1:B:379:GLU:C 2.55 0.44
1:C:42:GLU:H 1:C:43:PRO:CD 2.29 0.44
1:D:37:ARG:CG 1:D:38: MET:N 2.81 0.44
1:E:237:PRO:O 1:E:240:LEU:N 2.50 0.44
1:E:390:ASN:C 1:E:390:ASN:OD1 2.55 0.44
2:G:88:LEU:O 2:G:89:ARG:HB3 2.16 0.44
2:1:83:LEU:O 2:1:89:ARG:HB3 2.17 0.44
2:N:49:GLY:H 4:N:175:LVS:HN3 1.64 0.44
2:N:164:ASN:ND2 2:N:164:ASN:H 2.15 0.44
2:P:55:THR:HG22 2:Q:83:ARG:CG 2.46 0.44
2:P:76:VAL:HG11 1:V:442:PHE:CE2 2.52 0.44
2:Q:1:THR:HG22 2:Q:33:LYS:HD2 1.91 0.44
2:Q:64:LEU:HD23 2:Q:74:SER:CB 2.47 0.44
1:S:234:LEU:HG 1:S:234:LEU:O 2.18 0.44
1:T:41:GLN:HG3 1:T:43:PRO:HD2 1.99 0.44
1:V:370:THR:O 1:V:374:VAL:HG23 2.16 0.44
1:A:250:GLN:HE21 1:A:250:GLN:CA 2.30 0.44
1:B:394:ARG:HD3 1:B:394:ARG:HA 1.82 0.44
1:B:443:1LE:HG23 2:H:112:VAL:HG23 2.00 0.44
1:E:49:- THR:HB 1:E:50:PRO:HD2 1.99 0.44
1:E:77:PRO:CG 1:E:107:ALA:HB2 2.46 0.44
1:F:250:GLN:HA 1:F:250:GLN:NE2 2.32 0.44
2:L:144:SER:O 2:L:148:1ILE:HG13 2.16 0.44
2:P:157:GLY:HA2 2:P:163: THR:HG22 1.99 0.44
1:T:76:ALA:CB 1:T:251:ASN:HB3 2.46 0.44
1:T:286:VAL:HA 1:T:305:PHE:CE1 2.52 0.44
1:T:386:GLU:O 1:T:386:GLU:HG2 2.16 0.44
1:U:76:ALA:CB 1:U:251:ASN:HB3 2.47 0.44
1:V:391:ILE:HD11 1:V:395:ARG:NE 2.32 0.44
1:W:381:ALA:O 1:W:395:ARG:HG2 2.17 0.44
1:X:381:ALA:O 1:X:395:ARG:HG2 2.17 0.44
1:A:280:ARG:HH11 1:A:280:ARG:CG 2.28 0.44
3:A:450:ATP:C8 3:A:450:ATP:C5’ 3.00 0.44
1:B:42:GLU:H 1:B:43:PRO:CD 2.30 0.44
1:D:77:PRO:HB3 1:D:107:ALA:HB2 1.98 0.44
1:D:101:ARG:HA 1:D:293: THR:HG22 1.99 0.44
2:L:3:ILE:O 2:1L:122:ALA:HA 2.18 0.44
2:M:54:PHE:O 2:M:57.:PHE:HB3 2.17 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
2:N:35:ARG:HG3 2:N:35:ARG:HH11 1.83 0.44
2:0:48:GLY:H 4:0:175:LVS:H2’ 1.82 0.44
1:U:73:LEU:N 1:U:73:LEU:HD12 2.32 0.44
1:V:119:ASN:HB2 1:V:234:LEU:CD2 2.48 0.44
1:X:17:ILE:HD13 1:X:66:ILE:HG12 2.00 0.44
1:X:63:LYS:HG2 1:X:333:LEU:HD12 1.98 0.44
1:X:327:LEU:N 1:X:328:PRO:CD 2.77 0.44
1:A:326:ARG:C 1:A:328:PRO:HD3 2.38 0.44
1:B:233:LYS:O 1:B:234:LEU:HB2 2.17 0.44
1:E:409:PHE:CD2 1:F:25:ARG:NH2 2.86 0.44
1:F:370: THR:HG23 1:F:422:ASP:HA 2.00 0.44
1:F:403:LEU:HD23 1:F:404:MET:SD 2.57 0.44
2:J:125:SER:N 4:J:175:LVS:C1’ 2.72 0.44
2:K:1:THR:N 4:K:175:LVS:S 2.91 0.44
2:0:50: THR:H 4:0:175:LVS:CD6 2.30 0.44
2:0:76:VAL:HG11 1:U:442:PHE:CE2 2.52 0.44
2:R:80:LYS:O 2:R:84: THR:HG23 2.18 0.44
1:T:347:GLU:HB2 1:T:348:PRO:HD3 1.99 0.44
1:U:437:GLU:O 1:U:439:LEU:N 2.50 0.44
1:V:327.:LEU:N 1:V:328:PRO:CD 2.78 0.44
1:W:63:LYS:HG2 1:W:333:LEU:HD11 2.00 0.44
1:X:54:LEU:HD23 1:X:307:ALA:HB3 1.99 0.44
1:X:119:ASN:HB3 1:X:234:LEU:HD23 1.98 0.44
1:B:52:ASN:O 1:B:328:PRO:HD2 2.17 0.44
3:C:452:ATP:H5’1 3:C:452:ATP:H8 1.82 0.44
1:D:82:GLU:OE2 1:E:280:ARG:HD3 2.17 0.44
1:F:101:ARG:HA 1:F:293: THR:HG22 1.98 0.44
1:F:107:ALA:O 1:F:108:MET:C 2.56 0.44
1:F:283:LEU:HA 1:F:283:LEU:HD23 1.69 0.44
2:J:71:LEU:CD1 2:J:104:LEU:HD22 2.48 0.44
2:M:105:ILE:HG22 2:M:113:VAL:O 2.17 0.44
2:N:120:ILE:O 2:N:121:LEU:HD23 2.18 0.44
2:P:91:LEU:HB2 2:P:108:GLY:HA3 1.99 0.44
2:R:76:VAL:HG11 1:X:442:PHE:CE2 2.52 0.44
2:R:131:LEU:HD11 2:R:135:ARG:HE 1.83 0.44
1:S:370: THR:HG23 1:S:373:ALA:CB 2.47 0.44
1:W:236:ASN:HD22 1:W:236:ASN:N 2.15 0.44
1:W:294:LYS:HG3 1:W:295:HIS:ND1 2.32 0.44
1:W:407:ILE:HG23 1:W:408:SER:N 2.33 0.44
1:A:25:ARG:O 1:A:29:ILE:HG23 2.18 0.44
1:A:57:GLY:O 1:A:63:LYS:HE2 2.18 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:E:250:GLN:HA 1:E:250:GLN:NE2 2.33 0.44
1:F:403:LEU:C 1:F:405:ASP:H 2.20 0.44
2:G:33:LYS:HZ3 2:G:33:LYS:HG3 1.67 0.44
2:H:53:ALA:HA 2:H:93:ALA:HB1 1.99 0.44
2:H:136:ALA:HB1 2:N:137:LEU:CD1 2.47 0.44
2:N:1:THR:N 4:N:175:LVS:C1’ 2.80 0.44
2:Q:49:GLY:H 4:Q:175:LVS:HN3 1.65 0.44
1:S:59:THR:HG23 3:S5:456:ATP:01G 2.17 0.44
1:T:327:LEU:N 1:T:328:PRO:CD 2.77 0.44
1:A:358:ALA:O 1:A:361:ALA:HB3 2.17 0.44
1:B:390:ASN:C 1:B:390:ASN:OD1 2.56 0.44
1:C:415:ASN:OD1 1:C:416:GLY:N 2.51 0.44
1:D:443:ILE:HG12 2:J:112:VAL:HG21 2.00 0.44
1:E:367:ILE:HD11 1:E:421:ILE:HD12 1.95 0.44
1:F:283:LEU:HB2 1:F:284:PRO:HD3 1.99 0.44
1:F:347:GLU:HB2 1:F:348:PRO:HD3 1.99 0.44
1:F:402:ARG:NH2 1:F:433:VAL:CG2 2.80 0.44
2:G:172:LEU:HD23 2:G:172:LEU:HA 1.82 0.44
2:I:72:LEU:HD22 2:1:104:LEU:HD21 2.00 0.44
2:M:80:LYS:O 2:M:84: THR:HG23 2.17 0.44
2:P:141: THR:HG21 | 2:P:143:LEU:HD12 2.00 0.44
2:Q:55:THR:HG22 2:R:83:ARG:CG 2.47 0.44
1:S:300: THR:O 1:S:303:ILE:HG13 2.17 0.44
1:U:60:GLY:HA3 1:U:392:GLY:HA3 2.00 0.44
1:V:17:ILE:HD13 1:V:66:ILE:CG1 2.48 0.44
1:V:236:ASN:N 1:V:237:PRO:HD3 2.32 0.44
1:V:407:ILE:HG23 1:V:408:SER:N 2.33 0.44
1:V:430:LEU:HD23 1:V:430:LEU:N 2.33 0.44
1:V:439:LEU:C 1:V:441:ARG:H 2.21 0.44
1:W:48:VAL:HG21 1:X:359:LEU:HD11 1.99 0.44
1:A:232:ALA:O 1:A:233:LYS:CB 2.46 0.44
1:B:25:ARG:O 1:B:29:ILE:HG23 2.18 0.44
1:B:359:LEU:CD2 1:C:40:LEU:HD11 2.46 0.44
1:D:390:ASN:C 1:D:390:ASN:OD1 2.56 0.44
1:E:440:SER:HB3 2:1:32: ARG:HH22 1.82 0.44
2:R:76:VAL:HG11 1:X:442:PHE:CD2 2.52 0.44
1:T:36:ARG:HA 1:T:36:ARG:HE 1.83 0.44
1:T:82:GLU:OE2 1:T:258: GLU:HG3 2.18 0.44
1:U:407:ILE:HG23 1:U:408:SER:N 2.33 0.44
1:V:245:.1LE:HG22 1:V:249:GLU:OE1 2.18 0.44
1:W:36:ARG:HA 1:W:36:ARG:HE 1.83 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:W:439:LEU:C 1:W:441:ARG:N 2.71 0.44
1:X:76:ALA:HB1 1:X:251:ASN:HB3 1.98 0.44
1:A:16:HIS:HB2 1:A:17:ILE:HD12 2.00 0.44
1:C:355:GLN:O 1:C:359:LEU:HD23 2.17 0.44
1:C:440:SER:HB3 2:J:32:ARG:HH22 1.83 0.44
1:E:407:ILE:HD11 1:E:419:VAL:HG11 2.00 0.44
1:F:352: LEU:HA 1:F:352:LEU:HD23 1.80 0.44
1:F:443:1LE:HG23 2:1:112:VAL:HG23 1.99 0.44
1:F:444.LEU:CD2 2:1:113:VAL:HG22 2.47 0.44
2:G:1: THR:H2 4:G:175:LVS:H1’3 1.81 0.44
2:1:159:ILE:O 2:N:25:THR:HA 2.17 0.44
2:K:1:THR:N 4:K:175:LVS:C2’ 2.79 0.44
2:K:133:ALA:HB1 2:K:155:ILE:HD12 2.00 0.44
1:T:407:1ILE:HG23 1:T:408:SER:N 2.33 0.44
1:U:7:ARG:NH1 1:V:410:SER:HB3 2.31 0.44
1:U:82:GLU:OE2 1:U:258:GLU:HG3 2.17 0.44
1:U:349:HIS:O 1:U:350:ALA:HB3 2.18 0.44
1:U:437:GLU:O 1:U:438:ASP:C 2.56 0.44
1:V:240:LEU:N 1:V:240:LEU:HD12 2.33 0.44
1:B:258:GLU:OE1 1:C:322:GLU:OE1 2.36 0.43
1:D:275:ARG:C 1:D:277:GLY:N 2.71 0.43
1:F:36:ARG:C 1:F:37:ARG:O 2.55 0.43
2:I:1: THR:CG2 2:1:33:LYS:HE3 2.46 0.43
2:J:1:THR:N 4:J:175:LVS:H1’1 2.33 0.43
2:N:50: THR:H 4:N:175:LVS:HD63 1.82 0.43
2:P:89:ARG:HG2 2:P:90:LYS:H 1.83 0.43
2:P:137:LEU:C 2:P:141: THR:HG22 2.38 0.43
1:S:21:ALA:C 1:S:23:ALA:N 2.71 0.43
1:S:36:ARG:HA 1:S:36:ARG:HE 1.82 0.43
1:S:76:ALA:HB1 1:S:251:ASN:HB3 2.00 0.43
1:S:441:ARG:HB3 1:S:442:PHE:CE1 2.53 0.43
1:T:294:LYS:HG3 1:T:295:HIS:ND1 2.33 0.43
1:V:36:ARG:HA 1:V:36:ARG:HE 1.82 0.43
1:X:36:ARG:HE 1:X:36:ARG:HA 1.82 0.43
1:A:444:LEU:HB2 2:H:54:PHE:CE1 2.53 0.43
1:B:352:LEU:HD23 1:B:352:LEU:HA 1.83 0.43
1:C:349:HIS:O 1:C:350:ALA:CB 2.65 0.43
2:G:17:ASP:HB2 2:G:164:ASN:ND2 2.33 0.43
2:H:1:THR:N 4:H:175:LVS:C2’ 2.81 0.43
2:1:128:ASN:HA 2:1:131:LEU:HB3 2.00 0.43
4:1.:175:LVS:HD33 4:1:175:LVS:N2 2.33 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
2:0:80:LYS:O 2:0:84: THR:HG23 2.18 0.43
2:P:50: THR:H 4:P:175:LVS:CD6 2.30 0.43
2:P:153:LEU:HD23 2:P:153:LEU:HA 1.86 0.43
1:S:344:1LE:O 1:S:344:.1LE:HG22 2.17 0.43
1:U:254:VAL:HB 1:U:305:PHE:CD2 2.52 0.43
1: W:321:PRO:HG3 1:X:389:GLU:HG2 1.99 0.43
1:B:35:TRP:O 1:B:37:ARG:O 2.36 0.43
1:B:236:ASN:ND2 1:B:239:GLU:HB2 2.33 0.43
1:D:25:ARG:O 1:D:29:ILE:HG23 2.18 0.43
1:E:345:LEU:HD12 1:E:345:LEU:HA 1.77 0.43
1:F:233:LYS:HD3 1:F:235:ILE:HG12 2.00 0.43
2:H:64:LEU:HD23 2:H:74:SER:CB 2.48 0.43
2:J:137.LEU:CD1 2:J:137:LEU:N 2.81 0.43
2:N:80:LYS:O 2:N:84: THR:HG23 2.17 0.43
2:0:16:GLY:N 2:0:153:LEU:HD11 2.34 0.43
2:P:80:LYS:O 2:P:84: THR:HG23 2.17 0.43
2:Q:91:LEU:HB2 2:Q:108:GLY:HA3 1.99 0.43
1:U:36:ARG:HA 1:U:36:ARG:HE 1.82 0.43
1:W:386:GLU:O 1:W:386:GLU:HG2 2.18 0.43
1:X:73:LEU:HD12 1:X:73:LEU:N 2.32 0.43
1:A:437:GLU:HA 1:A:439:LEU:HD12 2.00 0.43
1:B:293: THR:C 1:B:295:HIS:H 2.22 0.43
1:C:280:ARG:HH11 1:C:280:ARG:CG 2.30 0.43
1:D:236:ASN:N 1:D:237:PRO:HD3 2.33 0.43
1:E:20:GLN:HE22 1:E:334: THR:H 1.66 0.43
1:F:275:ARG:C 1:F:277:GLY:N 2.72 0.43
1:F:394:ARG:HA 1:F:394:ARG:HD3 1.75 0.43
2:K:37:LEU:HD21 2:K:57:PHE:CE2 2.52 0.43
2:1:136:ALA:HB1 2:R:137:LEU:HD13 2.00 0.43
1:T:63:LYS:HG2 1:T:333:LEU:HD11 2.00 0.43
1:U:259:ILE:HG22 1:U:308:SER:O 2.18 0.43
1:U:370: THR:HG23 1:U:373:ALA:CB 2.48 0.43
1:U:386:GLU:O 1:U:386:GLU:HG2 2.18 0.43
1:U:430:LEU:N 1:U:430:LEU:HD23 2.33 0.43
1:W:388: THR:HG22 1:W:389:GLU:N 2.28 0.43
1:X:441:ARG:HB3 1:X:442:PHE:CE1 2.53 0.43
1:C:107:ALA:O 1:C:108: MET:C 2.57 0.43
1:D:321:PRO:O 1:D:322:GLU:C 2.57 0.43
1:D:367:ILE:CD1 1:D:421:1ILE:HD11 2.48 0.43
2:K:51:ALA:O 2:K:55: THR:HG23 2.19 0.43
4:K:175:LVS:HD33 4:K:175:LVS:C1 2.49 0.43
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2:1.:115:PRO:HG3 2:L:121:LEU:HD11 1.99 0.43
2:M:56:LEU:HB2 2:M:91:LEU:HD23 2.01 0.43
2:0:54:PHE:O 2:0:57:PHE:HB3 2.19 0.43
2:R:141: THR:OG1 2:R:143:LEU:HG 2.19 0.43
1:S:259:ILE:O 1:S:262:ILE:HG12 2.19 0.43
1:T:326:ARG:NH1 1:T:326:ARG:HB3 2.34 0.43
1:U:439:LEU:C 1:U:441:ARG:N 2.72 0.43
1:V:34:ARG:HH12 1:V:252:GLY:H 1.67 0.43
1:V:120:ARG:HA 1:V:233:LYS:HE3 2.01 0.43
1:W:41:GLN:HG3 1:W:43:PRO:HD2 2.01 0.43
1:X:41:GLN:HG3 1:X:43:PRO:HD2 1.99 0.43
1:A:75:ASN:OD1 1:A:114:GLN:OE1 2.35 0.43
1:C:63:LYS:HB2 3:C:452:ATP:02B 2.19 0.43
1:C:409:PHE:CD2 1:D:25:ARG:NH2 2.86 0.43
1:C:438:ASP:O 1:C:439:LEU:O 2.37 0.43
1:E:300: THR:HA 1:E:303:ILE:HG12 2.01 0.43
2:J:28:LYS:HE2 2:J:30:ASN:OD1 2.18 0.43
2:K:67:HIS:NE2 2:K:77:GLU:HG3 2.34 0.43
2:N:37:LEU:HD22 2:N:61:GLU:HG3 1.99 0.43
2:N:164:ASN:HD22 2:N:164:ASN:H 1.66 0.43
1:U:326:ARG:NH1 1:U:326:ARG:HB3 2.34 0.43
1:V:27:VAL:CG1 1:V:70:LEU:HD22 2.49 0.43
1:V:39:GLN:HB2 1:W:362: THR:HG21 1.99 0.43
1:V:299:LYS:HE2 1:V:301:ASP:CG 2.39 0.43
1:V:386:GLU:HG2 1:V:386:GLU:O 2.18 0.43
1:W:437:GLU:O 1:W:438:ASP:C 2.57 0.43
1:X:391:ILE:HD11 1:X:395:ARG:NE 2.34 0.43
1:X:437:GLU:O 1:X:439:LEU:N 2.52 0.43
1:A:37:ARG:HG2 1:A:38:MET:N 2.33 0.43
1:B:79:ILE:HD12 1:B:80:LYS:H 1.83 0.43
1:C:79:ILE:HD12 1:C:80:LYS:N 2.34 0.43
1:F:437:GLU:CG 1:F:439:LEU:HB2 2.49 0.43
2:J:7:ARG:CZ 2:J:12:VAL:HG22 2.49 0.43
2:J:67:HIS:NE2 2:J:77:GLU:HG3 2.34 0.43
2:M:37.:LEU:HD22 2:M:61:GLU:HG3 2.01 0.43
2:Q:55:THR:O 2:Q:59:LEU:HD13 2.18 0.43
1.T:73:LEU:N 1:T:73:LEU:HD12 2.33 0.43
1:V:96:VAL:HG13 1:V:282:LEU:HD12 2.01 0.43
1:D:76:ALA:HB1 1:D:251:ASN:O 2.19 0.43
1:D:352:LEU:HA 1:D:352:LEU:HD23 1.77 0.43
1:D:444:LEU:CD2 2:J:113:VAL:HG22 2.48 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:101:ARG:HA 1:E:293: THR:HG22 2.01 0.43
1:E:443:ILE:HG21 2:K:114:GLN:HG3 2.00 0.43
2:H:7:ARG:HG3 2:H:12:VAL:HG22 2.01 0.43
2:H:137:LEU:HD13 2:N:136:ALA:HB1 2.00 0.43
2:0:1:THR:HG22 2:0:33:LYS:HZ3 1.80 0.43
2:0:18:GLY:CA 2:0:33:LYS:HZ2 2.32 0.43
2:P:37:LEU:HD22 2:P:61:GLU:HG3 2.01 0.43
2:P:49:GLY:H 4:P:175:LVS:HN3 1.67 0.43
2:Q:50: THR:H 4:Q:175:LVS:HD63 1.84 0.43
1:S:118:LYS:HD3 1:S:119:ASN:N 2.33 0.43
1:S:313:VAL:HG23 1:S:314:ALA:H 1.82 0.43
1:T:344:.1LE:HG22 1:T:344:ILE:O 2.18 0.43
1:T:370: THR:HG23 1:T:373:ALA:CB 2.49 0.43
1:U:63:LYS:HZ1 3:U:458:ATP:PG 2.42 0.43
1:U:326:ARG:HH11 1:U:326:ARG:CA 2.28 0.43
1:V:82:GLU:HG3 1:V:258:GLU:HB2 2.00 0.43
1:X:347:GLU:HB2 1:X:348:PRO:HD3 2.00 0.43
1:X:442:PHE:CD1 1:X:442:PHE:N 2.87 0.43
1:C:108: MET:HE1 1:C:241:LYS:HG2 2.00 0.43
1:C:239:GLU:HG2 1:C:243:LYS:CD 2.49 0.43
1:D:35:TRP:O 1:D:37:ARG:O 2.37 0.43
1:D:357:LYS:HA 1:D:367:ILE:CG2 2.49 0.43
1:D:388: THR:HG22 | 1:D:436:ASN:HD21 1.84 0.43
1:E:283:LEU:HA 1:E:283:LEU:HD23 1.80 0.43
1:F:37:ARG:CG 1:F:38:MET:N 2.82 0.43
2:M:1: THR:H1 4:M:175:LVS:CS 2.31 0.43
2:N:16:GLY:N 2:N:153:LEU:HD11 2.34 0.43
2:Q:19:GLN:H 2:Q:33:LYS:HZ1 1.67 0.43
1:S:41:GLN:HG3 1:S:43:PRO:HD2 2.00 0.43
1:S:54:LEU:HD23 1:S:307:ALA:HB3 2.00 0.43
1:S:254:VAL:HB 1:S:305:PHE:CD2 2.53 0.43
1:W:286:VAL:HA 1:W:305:PHE:CE1 2.53 0.43
1:X:259:ILE:O 1:X:262:ILE:HG12 2.19 0.43
1:A:232:ALA:O 1:A:233:LYS:HE3 2.18 0.43
1:A:276:GLU:HG3 1:A:276:GLU:O 2.18 0.43
1:A:355:GLN:O 1:A:359:LEU:HD23 2.18 0.43
1:B:23:ALA:CA 1:B:331:VAL:HG21 2.45 0.43
1:E:111:VAL:HG12 1:E:240:LEU:HD11 2.01 0.43
2:J:1:THR:H3 4:J:175:LVS:C1’ 2.32 0.43
2:0:1:THR:H3 4:0:175:LVS:C2’ 2.32 0.43
2:Q:50:THR:O 2:Q:53:ALA:HB3 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
2:R:50: THR:O 2:R:53:ALA:HB3 2.19 0.43
1:T:40:LEU:HD13 1:T:44:LEU:O 2.19 0.43
1:V:326:ARG:HB3 1:V:326:ARG:NH1 2.34 0.43
1:C:250:GLN:HE21 1:C:250:GLN:CA 2.32 0.42
1:C:388:THR:HG22 | 1:C:436:ASN:HD21 1.84 0.42
1:E:44:LEU:HD23 1:E:44:LEU:HA 1.91 0.42
1:F:32:ARG:C 1:F:34:ARG:N 2.72 0.42
1:F:250: GLN:HE21 1:F:250: GLN:CA 2.31 0.42
2:0:61:GLU:C 2:0:63:LYS:N 2.72 0.42
1:S:370: THR:HG23 1:S:373:ALA:HB3 2.01 0.42
1:T7:326:ARG:HH11 1:T:326:ARG:CA 2.28 0.42
1:U:328:PRO:HB3 1:V:398: THR:HA 2.00 0.42
1:X:439:LEU:C 1:X:441:ARG:N 2.72 0.42
1:A:393:ALA:O 1:A:394:ARG:C 2.58 0.42
1:B:285:LEU:H 1:B:285:LEU:CD1 2.32 0.42
1:D:438:ASP:C 1:D:439:LEU:O 2.57 0.42
1:E:114:GLN:C 1:E:116:ILE:N 2.73 0.42
2:J:115:PRO:HG3 2:J:121:LEU:HD11 2.00 0.42
2:M:153:LEU:HD23 2:M:153:LEU:HA 1.84 0.42
2:0:55: THR:HG22 2:P:83:ARG:CG 2.50 0.42
1:S:17:ILE:HD11 1:S:65:GLU:HB3 2.00 0.42
1:S:280:ARG:HG3 1:T:82:GLU:OE1 2.19 0.42
1:S:369:PHE:HE?2 1:S:421:1LE:CD1 2.27 0.42
1:T:76:ALA:HB1 1:T:251:ASN:HB3 2.02 0.42
1:T:80:LYS:HG3 1:T:255:PHE:CD2 2.51 0.42
1:W:82:GLU:HG3 1:W:258:GLU:HB2 2.01 0.42
1:B:85:LYS:O 1:B:85:LYS:HG2 2.18 0.42
1:B:250:GLN:HE21 1:B:250:GLN:CA 2.28 0.42
1:B:437:GLU:O 1:B:439:LEU:N 2.52 0.42
1:D:20:GLN:HE22 1:D:334:THR:H 1.67 0.42
1:F:275:ARG:O 1:F:278:VAL:N 2.52 0.42
2:H:86:ARG:HH11 2:H:86:ARG:CB 2.19 0.42
2:1:111:ASP:O 2:1:111:ASP:OD2 2.37 0.42
2:K:159:ILE:O 2:P:25:THR:HA 2.19 0.42
2:R:54:PHE:O 2:R:57:PHE:HB3 2.20 0.42
1:U:17:ILE:HD13 1:U:66:ILE:HG12 2.01 0.42
1:W:17:ILE:HD13 1:W:66:1LE:CG1 2.50 0.42
1:X:430:LEU:N 1:X:430:LEU:HD23 2.34 0.42
1:B:370: THR:HG23 1:B:422:ASP:HA 2.01 0.42
1:D:108:-MET:CE 1:D:240:LEU:HG 2.49 0.42
1:E:58:PRO:O 1:E:61:VAL:HG22 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
2:G:53:ALA:HA 2:G:93:ALA:HB1 2.00 0.42
2:H:96:ILE:HG13 2:H:123:1LE:HD13 2.01 0.42
2:1:28:LYS:HE2 2:1:30:ASN:OD1 2.19 0.42
2:J:7:ARG:HG3 2:J:12:VAL:HG22 2.00 0.42
2:L:96:ILE:HG13 2:1:123:ILE:HD13 2.01 0.42
2:N:89:ARG:HG2 2:N:90:LYS:H 1.85 0.42
2:0:131:LEU:HD11 2:0:135:ARG:HE 1.81 0.42
2:Q:131:LEU:HD11 2:Q:135:ARG:HE 1.78 0.42
1:S:96:VAL:HG13 1:S:282:LEU:HD12 2.02 0.42
1:S:439:LEU:C 1:S:441:ARG:H 2.22 0.42
1:V:115:GLU:HA 1:V:118:LYS:CB 2.49 0.42
1:C:409:PHE:HD1 1:D:29:ILE:HG22 1.84 0.42
2:H:17:ASP:O 2:H:33:LYS:HD2 2.19 0.42
2:H:137:LEU:CD1 2:H:137:LEU:N 2.82 0.42
2:1:25:THR:HA 2:N:159:1LE:O 2.20 0.42
2:L:172:LEU:HD23 2:L:172:LEU:HA 1.79 0.42
2:P:3:ILE:HB 2:P:123:1ILE:CG1 2.48 0.42
2:R:14:VAL:HG12 2:R:34:VAL:CG1 2.50 0.42
1:V:68:ARG:C 1:V:70:LEU:H 2.21 0.42
1:D:250:GLN:HE21 1:D:250:GLN:CA 2.33 0.42
1:D:250:GLN:HA 1:D:250:GLN:NE2 2.34 0.42
1:D:394:ARG:HD3 1:D:394:ARG:HA 1.79 0.42
1:E:100:ILE:CG2 1:E:298:VAL:HG21 2.50 0.42
1:E:357:LYS:HA 1:E:367:ILE:CG2 2.50 0.42
1:F:112:ARG:HH22 1:F:235:1ILE:HD12 1.84 0.42
2:H:28:LYS:HE2 2:H:30:ASN:OD1 2.20 0.42
2:M:2:THR:0G1 2:M:126:GLY:HA3 2.19 0.42
2:0:3:ILE:HB 2:0:123:1ILE:HG13 2.00 0.42
2:0:61:GLU:C 2:0:63:LYS:H 2.23 0.42
2:Q:35:ARG:HHI11 2:Q:35:ARG:HG3 1.85 0.42
1:S:359:LEU:HD11 1:X:48:VAL:HG21 2.00 0.42
1:T:65:GLU:HG3 3:T:457:ATP:H2’ 2.02 0.42
1:U:442:PHE:CD1 1:U:442:PHE:N 2.87 0.42
1:W:373:ALA:O 1:W:377:ILE:HG13 2.20 0.42
1:X:40:LEU:HD13 1:X:44:LEU:O 2.20 0.42
1:X:236:ASN:C 1:X:238:GLU:H 2.22 0.42
1:X:326:ARG:HB3 1:X:326:ARG:NH1 2.35 0.42
1:X:344:ILE:O 1:X:344:1LE:HG22 2.19 0.42
1:A:115:GLU:OE1 1:A:118:LYS:HE2 2.19 0.42
1:B:118:LYS:HE2 1:B:118:LYS:HB3 1.93 0.42
1:B:358:ALA:O 1:B:361:ALA:HB3 2.20 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:D:25:ARG:O 1:D:28:ALA:HB3 2.20 0.42
1:E:37:ARG:CG 1:E:38:MET:N 2.82 0.42
1:E:440:SER:O 1:E:441:ARG:C 2.56 0.42
1:F:44.LEU:HD23 1:F:44:LEU:HA 1.84 0.42
2:G:28:LYS:HE2 2:G:30:ASN:OD1 2.19 0.42
2:H:72:LEU:HD22 2:H:104:LEU:HD21 2.01 0.42
2:J:72:LEU:HD22 2:J:72:LEU:HA 1.92 0.42
2:K:17:ASP:HB2 2:K:164:ASN:HD22 1.85 0.42
2:K:36:ARG:NH1 2:K:170:GLU:OE2 2.53 0.42
2:K:72:LEU:O 2:K:72:LEU:HD13 2.20 0.42
2:N:54:PHE:HE1 1:U:444:.LEU:HD12 1.83 0.42
2:0:151:LYS:O 2:0:155:ILE:HD13 2.19 0.42
2:P:1: THR:HG22 2:P:33:LYS:HZ2 1.82 0.42
2:Q:16:GLY:N 2:Q:153:LEU:HD11 2.34 0.42
1:S:326:ARG:HB3 1:S:326:ARG:NH1 2.35 0.42
1:T:98:SER:HA 1:T:101:ARG:NH1 2.34 0.42
1:W:76:ALA:HB1 1:W:251:ASN:HB3 2.02 0.42
1:X:370: THR:HG23 1:X:373:ALA:CB 2.50 0.42
1:C:330:ARG:HG3 1:C:330:ARG:NH1 2.33 0.42
1:F:52:ASN:HB2 1:F:326:ARG:O 2.20 0.42
1:F:242:GLN:OE1 1:F:242:GLN:HA 2.20 0.42
2:L:17:ASP:HB2 2:1:164:ASN:ND2 2.35 0.42
2:1:36:ARG:NH1 2:1:170:GLU:OE2 2.53 0.42
2:N:113:VAL:HG22 | 1:T:444:LEU:HD11 2.01 0.42
2:R:37:LEU:HD22 2:R:61:GLU:HG3 2.02 0.42
1:T:439:LEU:HD23 1:T:439:LEU:N 2.22 0.42
1:U:344:1ILE:O 1:U:344:.1LE:HG22 2.20 0.42
1:X:385:ASN:HD22 1:X:385:ASN:HA 1.59 0.42
1:B:357:LYS:HA 1:B:367:ILE:CG2 2.50 0.42
1:C:235:1LE:HG22 1:C:236:ASN:N 2.35 0.42
1:D:345:LEU:HD12 1:D:345:LEU:HA 1.73 0.42
1:D:384:VAL:HG21 1:D:395:ARG:HD2 2.02 0.42
1:D:384:VAL:CG2 1:D:395:ARG:NE 2.83 0.42
2:G:136:ALA:HB1 | 2:M:137:LEU:HD13 2.02 0.42
2:I:1:THR:H3 4:1:175:LVS:CS 2.23 0.42
2:L:67:HIS:NE2 2:L:77:GLU:HG3 2.35 0.42
2:M:141: THR:OG1 2:M:143:LEU:HG 2.19 0.42
2:P:6:VAL:HG21 2:P:148:.1LE:CG2 2.50 0.42
2:P:35:ARG:HH11 2:P:35:ARG:HG3 1.85 0.42
1:S:279:GLN:HE22 1:S:319:LEU:HA 1.85 0.42
1:T:254:VAL:HB 1:T:305:PHE:CD2 2.55 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:U:75:ASN:ND2 1:U:110:LEU:HD21 2.34 0.42
1:U:299:LYS:HE2 1:U:301:ASP:CG 2.40 0.42
1:V:370: THR:HG21 1:V:422:ASP:HA 2.02 0.42
1:W:349:HIS:O 1:W:350:ALA:HB3 2.19 0.42
1:W:391:ILE:HD11 1:W:395:ARG:NE 2.35 0.42
1:X:239:GLU:C 1:X:241:LYS:N 2.73 0.42
1:A:403:LEU:HD23 1:A:404:-MET:SD 2.60 0.42
1:C:79:ILE:HD12 1:C:80:LYS:H 1.85 0.42
1:E:76:ALA:HB1 1:E:251:ASN:O 2.19 0.42
1:E:337:SER:O 1:E:338:ALA:C 2.57 0.42
1:F:390:ASN:C 1:F:390:ASN:OD1 2.57 0.42
1:F:403:LEU:CD1 1:F:426:VAL:HG22 2.49 0.42
2:1:7:ARG:CZ 2:1:12:VAL:CG2 2.98 0.42
2:L:7:ARG:CZ 2:1:12:VAL:HG21 2.50 0.42
2:L:53:ALA:HA 2:1.:93:ALA:HB1 2.02 0.42
2:1:136:ALA:HB1 2:R:137:LEU:CD1 2.50 0.42
2:Q:3:ILE:HB 2:Q:123:ILE:CG1 2.50 0.42
2:R:18:GLY:O 2:R:29:GLY:C 2.58 0.42
1:S:40:LEU:HD13 1:S:44:LEU:O 2.20 0.42
1:S:55:MET:HE2 1:S:306:ILE:HG21 2.00 0.42
1:T:27:VAL:CG1 1:T:70:LEU:HD22 2.50 0.42
1:U:370: THR:HG23 1:U:373:ALA:HB3 2.02 0.42
1:W:27:VAL:CG1 1:W:70:LEU:HD22 2.50 0.42
1:W:73:LEU:N 1:W:73:LEU:HD12 2.34 0.42
1:X:369:PHE:HE2 1:X:421:ILE:CD1 2.25 0.42
1:C:352:LEU:HA 1:C:352:LEU:HD23 1.79 0.41
1:D:356:TYR:O 1:D:357:LYS:C 2.58 0.41
1:D:408:SER:O 1:E:36:ARG:NH2 2.47 0.41
1:F:280:ARG:HH11 1:F:280:ARG:CG 2.28 0.41
2:G:64:LEU:HD23 2:G:74:SER:OG 2.20 0.41
2:H:7:ARG:CZ 2:H:12:VAL:HG22 2.50 0.41
2:1:172:LEU:HA 2:1:172:LEU:HD23 1.81 0.41
2:J:25:THR:HA 2:0:159:ILE:O 2.20 0.41
2:K:83:ARG:NH1 2:1:58:GLU:OE2 2.52 0.41
2:P:50: THR:O 2:P:51:ALA:C 2.58 0.41
2:P:64:LEU:C 2:P:66:MET:H 2.24 0.41
1:T:259:1LE:O 1:T:262:1LE:HG12 2.20 0.41
1:V:40:LEU:HD13 1:V:44:LEU:O 2.20 0.41
1:W:21:ALA:C 1:W:23:ALA:N 2.74 0.41
1:A:75:ASN:HD21 1:A:114:GLN:NE2 2.18 0.41
1:A:101:ARG:HA 1:A:293: THR:HG22 2.01 0.41

Continued on next page...



Page 83

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:B:7:ARG:HB3 1:B:7:ARG:NH1 2.34 0.41
1:C:37:ARG:HG2 1:C:38:MET:N 2.34 0.41
1:C:82:GLU:OE2 1:D:280:ARG:HD3 2.19 0.41
1:D:42:GLU:N 1:D:43:PRO:CD 2.82 0.41
1:D:113:GLN:HA 1:D:116:ILE:HD12 2.02 0.41
1:F:343:ARG:O 1:F:348:PRO:HD3 2.20 0.41
2:I.71:LEU:CD1 2:1:104:LEU:HD22 2.51 0.41
2:K:25:THR:HA 2:P:159:1LE:O 2.20 0.41
2:M:64:LEU:HD23 2:M:74:SER:CB 2.50 0.41
2:N:91:LEU:HB2 2:N:108:GLY:HA3 2.02 0.41
2:P:18:GLY:HA2 2:P:33:LYS:HZ1 1.85 0.41
1:S:27:VAL:CG1 1:S:70:LEU:HD22 2.49 0.41
1:U:41:GLN:HG3 1:U:43:PRO:HD2 2.01 0.41
1:U:66:ILE:HG22 1:U:66:1LE:O 2.20 0.41
1:U:259:ILE:O 1:U:262:ILE:HG12 2.21 0.41
1:U:279:GLN:HE22 1:U:319:LEU:HA 1.85 0.41
1:V:313:VAL:HG23 1:V:314:ALA:H 1.84 0.41
1:V:370: THR:HG23 1:V:373:ALA:HB3 2.01 0.41
1:W:442:PHE:O 1:W:443:ILE:HD13 2.20 0.41
1:X:246:ASP:0O 1:X:250:GLN:HB3 2.20 0.41
1:X:299:LYS:HE2 1:X:301:ASP:CG 2.41 0.41
1:X:366:ASN:HD22 1:X:366:ASN:HA 1.69 0.41
1:A:7:ARG:HB3 1:A:7:ARG:HH11 1.86 0.41
1:A:402:ARG:O 1:A:405:ASP:HB2 2.20 0.41
1:A:438:ASP:C 1:A:439:LEU:O 2.59 0.41
1:B:17:ILE:HD12 1:B:17:ILE:N 2.36 0.41
1:B:72:LYS:HD2 1:B:72:LYS:HA 1.87 0.41
1:B:347:GLU:N 1:B:348:PRO:CD 2.83 0.41
1:E:275:ARG:HG3 1:E:276:GLU:N 2.36 0.41
2:K:111:ASP:0OD2 2:K:111:ASP:N 2.53 0.41
2:P:54:PHE:O 2:P:57:PHE:HB3 2.20 0.41
2:P:164:ASN:ND2 2:P:164:ASN:N 2.66 0.41
1:S:17:ILE:HD13 1:S:66:ILE:CG1 2.50 0.41
1:S:235:1LE:HG22 1:S:237:PRO:HD3 2.01 0.41
1:S:407:ILE:HG23 1:S:408:SER:N 2.34 0.41
1:T:75:ASN:HD22 1:T:75:ASN:HA 1.65 0.41
1:T:439:LEU:C 1:T:441:ARG:H 2.23 0.41
1:T:442:PHE:CD1 1:T:442:PHE:N 2.88 0.41
1:U:391:ILE:HD11 1:U:395:ARG:NE 2.35 0.41
1:V:68:ARG:HG3 1:V:68:ARG:NH1 2.33 0.41
1:V:373:ALA:O 1:V:377.ILE:HG13 2.20 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:403:LEU:C 1:A:405:ASP:N 2.73 0.41
1:C:12:GLU:O 1:C:15:GLN:HB2 2.20 0.41
1:C:438:ASP:HB2 2:1:72:LEU:HD12 2.03 0.41
1:E:437:GLU:HG3 1:E:439:LEU:HD12 2.02 0.41
1:F:402:ARG:O 1:F:405:ASP:HB2 2.20 0.41
2:G:86:ARG:HH11 2:G:86:ARG:CB 2.19 0.41
2:L:1:THR:HG21 2:L:33:LYS:NZ 2.17 0.41
2:N:42:VAL:HG21 2:N:64:LEU:HD11 2.02 0.41
2:N:54:PHE:CZ 1:U:444:.LEU:HB3 2.56 0.41
1:S:80:LYS:HG3 1:S:255:PHE:CD2 2.49 0.41
1:S:258:GLU:OE2 1:X:322:GLU:OE2 2.39 0.41
1:T:21:ALA:C 1:T:23:ALA:N 2.72 0.41
1:U:21:ALA:C 1:U:23:ALA:N 2.73 0.41
1:U:82:GLU:HG3 1:U:258:GLU:HB2 2.03 0.41
1:U:109:LYS:O 1:U:110:LEU:HD23 2.20 0.41
1:V:442:PHE:CD1 1:V:442:PHE:N 2.88 0.41
1:W:356:TYR:O 1:W:367:ILE:HD11 2.20 0.41
1:X:47:GLU:HG3 1:X:47:GLU:O 2.20 0.41
1:X:82:GLU:HG3 1:X:258:GLU:HB2 2.03 0.41
1:A:293:THR:C 1:A:295:HIS:H 2.22 0.41
1:B:37:ARG:HG2 1:B:38:MET:N 2.36 0.41
1:B:384:VAL:HG21 1:B:395:ARG:HD2 2.02 0.41
1:C:37:ARG:O 1:C:38:MET:HB2 2.19 0.41
1:C:246:ASP:O 1:C:250:GLN:HG2 2.20 0.41
1:D:17:ILE:N 1:D:17:ILE:CD1 2.81 0.41
2:H:1:THR:0G1 2:H:33:LYS:HE2 2.21 0.41
2:H:51:ALA:O 2:H:55:THR:HG23 2.21 0.41
2:J:26:VAL:HG23 2:0:161:VAL:HG12 2.03 0.41
2:P:42:VAL:HG21 2:P:64:LEU:CD1 2.50 0.41
1:S:47:GLU:HG3 1:S:47:GLU:O 2.21 0.41
1:S:233:LYS:C 1:S:235:ILE:N 2.74 0.41
1:T:82:GLU:HG3 1:T:258:GLU:HB2 2.02 0.41
1:U:373:ALA:O 1:U:377:ILE:HG13 2.20 0.41
1:W:259:ILE:O 1:W:262:ILE:HG12 2.21 0.41
1:W:279:GLN:HE22 1:W:319:LEU:HA 1.85 0.41
1:X:18:ILE:HD11 1:X:343:ARG:HH21 1.83 0.41
1:X:386:GLU:HG2 1:X:386:GLU:O 2.19 0.41
1:D:283:LEU:CB 1:D:284:PRO:HD3 2.51 0.41
1:E:42:GLU:N 1:E:43:PRO:CD 2.84 0.41
1:E:401:GLU:OE1 1:F:51:LYS:HG3 2.20 0.41
2:I:1:THR:CG2 2:1:33:LYS:HZ2 2.29 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:M:50:THR:H 4:M:175:LVS:CD6 2.34 0.41
2:N:118:ASP:O 2:N:119:GLN:HB2 2.21 0.41
1:S:73:LEU:HD12 1:S:73:LEU:N 2.35 0.41
1:S:386:GLU:HG2 1:S:386:GLU:O 2.20 0.41
1:S:444:.LEU:HD13 1:S:444.LEU:H 1.86 0.41
1:T:96:VAL:HG13 1:T:282:LEU:HD12 2.01 0.41
1:U:96:VAL:HG13 1:U:282:LEU:HD12 2.02 0.41
1:V:47:GLU:HG3 1:V:47:GLU:O 2.21 0.41
1:X:21:ALA:C 1:X:23:ALA:N 2.72 0.41
1:X:349:HIS:O 1:X:350:ALA:HB3 2.20 0.41
1:A:40:LEU:O 1:A:45:ARG:HD3 2.20 0.41
1:C:283:LEU:HB2 1:C:284:PRO:HD3 2.03 0.41
1:C:437.:GLU:CG 1:C:439:LEU:HB2 2.51 0.41
1:D:437:GLU:HG3 | 1:D:439:LEU:HD12 2.02 0.41
2:H:36:ARG:NH1 2:H:170:GLU:OE2 2.53 0.41
2:H:83:ARG:NH1 2:1:58:GLU:OE2 2.51 0.41
2:J:105:ILE:HG22 2:J:113:VAL:O 2.21 0.41
2:K:136:ALA:HB1 2:Q:137:LEU:CD1 2.50 0.41
2:L:37:LEU:HD21 2:L:57:PHE:CE2 2.55 0.41
2:M:7:ARG:HE 2:M:12:VAL:CG2 2.11 0.41
2:P:164:ASN:HD22 2:P:164:ASN:N 2.14 0.41
2:Q:50: THR:H 4:Q:175:LVS:CD6 2.33 0.41
1:S:259:ILE:HG22 1:S:308:SER:O 2.21 0.41
1:S:442:PHE:O 1:S:443:1LE:HG12 2.20 0.41
1:C:34:ARG:NH1 1:C:302:HIS:O 2.54 0.41
1:C:37:ARG:CG 1:C:38:MET:N 2.83 0.41
1:D:370: THR:O 1:D:373:ALA:HB3 2.20 0.41
1:D:437:GLU:HG3 1:D:439:LEU:HB2 2.01 0.41
3:D:453:ATP:C8 3:D:453:ATP:C5’ 3.03 0.41
1:E:233:LYS:HB2 1:E:233:LYS:NZ 2.36 0.41
1:E:321:PRO:O 1:E:322:GLU:C 2.59 0.41
2:J:17:ASP:HB2 2:J:164:ASN:ND2 2.35 0.41
2:N:50: THR:O 2:N:53:ALA:HB3 2.21 0.41
2:N:104:LEU:HD13 | 2:N:112:VAL:HG11 2.01 0.41
2:0:81:ASP:O 2:0:88:LEU:HB2 2.20 0.41
2:P:14:VAL:HG12 2:P:34:VAL:CG1 2.51 0.41
2:Q:1:THR:H3 4:Q:175:LVS:CS 2.34 0.41
1:S:38:-MET:HB3 1:S:39:GLN:NE2 2.36 0.41
1:U:294:LYS:HE3 1:U:295:HIS:HE1 1.86 0.41
1:V:57:GLY:O 1:V:58:PRO:O 2.39 0.41
1:W:370:THR:HG23 | 1:W:373:ALA:CB 2.50 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:C:276:GLU:O 1:C:276:GLU:HG3 2.21 0.41
1:D:7:ARG:HB3 1:D:7:ARG:NH1 2.36 0.41
1:D:57:GLY:O 1:D:63:LYS:CE 2.68 0.41
1:E:33:ASN:OD1 1:E:36:ARG:HD?2 2.20 0.41
1:E:58: PRO:HG2 1:E:61:VAL:HG11 2.02 0.41
1:E:82:GLU:OE2 1:F:280:ARG:HD3 2.21 0.41
1:E:378:ALA:O 1:E:379:GLU:C 2.58 0.41
1:F:42:GLU:N 1:F:43:PRO:CD 2.84 0.41
1:F:321:PRO:O 1:F:322:GLU:C 2.58 0.41
1:F:330:ARG:HG3 1:F:330:ARG:NH1 2.35 0.41
2:G:71:LEU:CD1 2:G:104:LEU:HD22 2.51 0.41
2:G:172:LEU:O 2:G:173:PRO:C 2.58 0.41
2:H:7:ARG:CZ 2:H:12:VAL:HG21 2.51 0.41
2:I:1: THR:H1 4:1:175:LVS:H1’1 1.84 0.41
2:1:3:ILE:O 2:1:122:ALA:HA 2.20 0.41
2:J:1: THR:CG2 2:J:33:LYS:HZ1 2.31 0.41
2:J:137:LEU:HD13 2:P:136:ALA:HB1 2.02 0.41
2:K:3:ILE:O 2:K:122:ALA:HA 2.21 0.41
2:L:5:SER:HB2 2:L:14:VAL:HG22 2.02 0.41
2:L:17:ASP:CG 2:L:163: THR:HG23 2.41 0.41
2:1:125:SER:N 4:L:175:LVS:C1’ 2.80 0.41
2:M:43:LEU:O 2:M:97:VAL:HA 2.21 0.41
2:P:6:VAL:HG21 2:P:148:.1LE:HG22 2.02 0.41
2:Q:107:THR:C 2:Q:109:ILE:H 2.24 0.41
1:S:68:ARG:HG3 1:S:68:ARG:NH1 2.35 0.41
1:S:82:GLU:HG3 1:S:258:GLU:HB2 2.03 0.41
1:S:370: THR:HG21 1:S:422:ASP:HA 2.03 0.41
1:T:260:ASP:HB3 1:T:311:PHE:CE2 2.56 0.41
1:T:373:ALA:O 1:T:377:1ILE:HG13 2.21 0.41
1:U:63:LYS:HG2 1:U:333:LEU:HD11 2.03 0.41
1:U:120:ARG:O 1:U:234:LEU:HD12 2.21 0.41
1:U:369:PHE:HE2 1:U:421:ILE:CD1 2.29 0.41
1:V:41:GLN:HG3 1:V:43:PRO:HD2 2.02 0.41
1:V:279:GLN:HE22 1:V:319:LEU:HA 1.85 0.41
1:V:356:TYR:O 1:V:367:ILE:HD11 2.21 0.41
1:W:98:SER:HA 1:W:101:ARG:NH1 2.36 0.41
1:W:326:ARG:HH11 1:W:326:ARG:CA 2.30 0.41
1:X:110:LEU:C 1:X:112:ARG:H 2.25 0.41
1:X:313:VAL:HG23 1:X:314:ALA:H 1.85 0.41
1:A:52:ASN:HB2 1:A:326:ARG:O 2.21 0.41
1:B:343:ARG:O 1:B:348:PRO:HD3 2.21 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:C:258:GLU:OE1 1:D:322:GLU:OE1 2.39 0.41
1:C:283:LEU:HA 1:C:283:LEU:HD23 1.72 0.41
1:D:52:ASN:HB2 1:D:326:ARG:O 2.21 0.41
1:D:330:ARG:HG3 1:D:330:ARG:NH1 2.36 0.41
1:D:402:ARG:HH22 1:D:433:VAL:CG2 2.25 0.41
1:E:283:LEU:CB 1:E:284:PRO:HD3 2.50 0.41
1:F:27:VAL:HB 1:F:70:LEU:CD2 2.44 0.41
2:1:7:ARG:CZ 2:1:12:VAL:HG21 2.51 0.41
2:N:112:VAL:HB 1:T:443:1LE:CD1 2.51 0.41
2:R:1:THR:H3 4:R:175:LVS:C2’ 2.34 0.41
1:S:112:ARG:O 1:S:112:ARG:HG2 2.21 0.41
1:U:63:LYS:HB2 3:U:458:ATP:02B 2.21 0.41
1:V:73:LEU:HD12 1:V:73:LEU:N 2.35 0.41
1:V:76:ALA:HB1 1:V:251:ASN:HB3 2.02 0.41
1:V:79:ILE:HG22 1:V:103:LEU:HD13 2.03 0.41
1:W:254:VAL:HB 1:W:305:PHE:CD2 2.56 0.41
1:W:313:VAL:HG23 1:W:314:ALA:H 1.86 0.41
1:X:65:GLU:HA 1:X:65:GLU:OE1 2.21 0.41
1:X:107:ALA:O 1:X:111:VAL:HG23 2.21 0.41
1:A:34:ARG:NH1 1:A:302:HIS:O 2.54 0.40
1:B:283:LEU:HD23 1:B:283:LEU:HA 1.67 0.40
1:C:72:LYS:HA 1:C:72:LYS:HD2 1.86 0.40
1:C:235:1LE:O 1:C:236:ASN:HB3 2.21 0.40
1:C:403:LEU:C 1:C:405:ASP:H 2.23 0.40
1:D:326:ARG:C 1:D:328:PRO:HD3 2.41 0.40
1:E:52:ASN:HB2 1:E:326:ARG:O 2.22 0.40
1:F:280:ARG:HG3 1:F:280:ARG:NH1 2.33 0.40
2:1:51:ALA:O 2:L:55:THR:HG23 2.21 0.40
2:N:7:ARG:NH2 2:N:12:VAL:CG2 2.81 0.40
2:P:27:MET:HE2 4:P:175:LVS:HD11 2.02 0.40
2:Q:76:VAL:HG11 1:W:442:PHE:CD2 2.56 0.40
1:S:373:ALA:O 1:S:377:ILE:HG13 2.20 0.40
1:T:96:VAL:HG21 1:T:281:ASP:HB2 2.03 0.40
1:T:349:HIS:O 1:T:350:ALA:HB3 2.21 0.40
1:V:437:GLU:O 1:V:438:ASP:C 2.60 0.40
1:B:79:ILE:HD12 1:B:80:LYS:N 2.36 0.40
1:B:370: THR:O 1:B:373:ALA:HB3 2.21 0.40
1:C:421:1LE:HG23 1:C:425:TYR:CD1 2.56 0.40
1:D:32:ARG:C 1:D:34:ARG:N 2.74 0.40
1:E:395:ARG:O 1:E:398: THR:HB 2.21 0.40
1:F:100:ILE:HG21 1:F:298:VAL:HG21 2.01 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:G:67:HIS:NE2 2:G:77:GLU:HG3 2.36 0.40
2:H:144:SER:O 2:H:148:ILE:HG13 2.21 0.40
2:H:159:ILE:O 2:M:25: THR:HA 2.20 0.40
2:R:43:LEU:O 2:R:97:VAL:HA 2.22 0.40
1:U:49: THR:HA 1:U:50:PRO:HD3 1.97 0.40
1:V:376:LYS:HE2 1:V:376:LYS:HB3 1.95 0.40
1:W:430:LEU:N 1:W:430:LEU:HD23 2.35 0.40
1:X:373:ALA:O 1:X:377:ILE:HG13 2.22 0.40
1:A:20:GLN:HE21 1:A:20:GLN:N 2.18 0.40
1:A:42:GLU:HB3 1:A:43:PRO:HD3 2.03 0.40
1:A:51:LYS:HG3 1:F:401:GLU:OE1 2.21 0.40
1:A:280:ARG:CD 1:F:82:GLU:OE2 2.67 0.40
1:B:9:ILE:HD13 1:B:31:LEU:HD23 2.04 0.40
1:B:352:LEU:HD13 1:B:400:MET:CG 2.49 0.40
1:D:3:GLU:HG3 1:D:4:MET:N 2.36 0.40
1:E:9:ILE:HD13 1:E:31:LEU:HD23 2.02 0.40
1:F:100:ILE:HG21 1:F:298:VAL:CG2 2.51 0.40
2:K:48:GLY:O 4:K:175:LVS:HD53 2.22 0.40
2:1L:159:1LE:O 2:Q:25:THR:HA 2.21 0.40
2:M:3:ILE:HB 2:M:123:ILE:CG1 2.50 0.40
2:N:131:LEU:HD11 2:N:135:ARG:HE 1.83 0.40
2:P:7:ARG:HA 2:P:11:GLN:O 2.22 0.40
2:Q:18:GLY:0O 2:Q:29:GLY:C 2.60 0.40
1:T:47:GLU:HG3 1:T:47:GLU:O 2.22 0.40
1:V:66:ILE:HG22 1:V:66:ILE:O 2.21 0.40
1:V:344:ILE:O 1:V:344:.1LE:HG22 2.22 0.40
1:W:344:1LE:HG22 1:W:344:ILE:O 2.21 0.40
1:X:55:MET:HE1 1:X:63:LYS:0O 2.21 0.40
1:X:344:ILE:HG12 3:X:461:ATP:C2 2.57 0.40
1:B:118:LYS:HZ1 1:B:234:LEU:HD11 1.86 0.40
2:1:96:ILE:HG13 2:1:123:ILE:HD13 2.02 0.40
2:K:172:LEU:HD23 2:K:172:LEU:HA 1.85 0.40
2:L:111:ASP:0OD2 2:L:111:ASP:N 2.54 0.40
2:1:128:ASN:HA 2:L:131:LEU:HB3 2.03 0.40
2:M:1:THR:H3 4:M:175:LVS:C2’ 2.34 0.40
2:M:6:VAL:HG23 2:M:149:VAL:HG23 2.04 0.40
2:N:42:VAL:HG21 2:N:64:LEU:CD1 2.51 0.40
2:0:1:THR:HG23 2:0:33:LYS:HZ1 1.84 0.40
2:0:103:SER:O 2:0:104:LEU:HD23 2.22 0.40
2:P:14:VAL:HG12 2:P:14:VAL:O 2.20 0.40
2:Q:27:-MET:HE2 4:Q:175:LVS:HD11 2.03 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:Q:43:LEU:O 2:Q:97:VAL:HA 2.22 0.40
1:S:349:HIS:O 1:S:350:ALA:HB3 2.22 0.40
1. T:17:.ILE:HD11 1:T:65:GLU:HB3 2.03 0.40
1:T:437:GLU:O 1:T:439:LEU:N 2.54 0.40
1:U:27:VAL:CG1 1:U:70:LEU:HD22 2.51 0.40
1:U:441:ARG:HA 1:U:441:ARG:HD3 1.85 0.40
1:V:65:GLU:OE1 1:V:65:GLU:HA 2.22 0.40
1:W:34:ARG:HH12 1:W:252:GLY:H 1.69 0.40
1:W:47:GLU:O 1:W:47:GLU:HG3 2.21 0.40
1:W:437:GLU:O 1:W:439:LEU:N 2.55 0.40
1:B:345:LEU:HD12 1:B:345:LEU:HA 1.75 0.40
1:C:275:ARG:C 1:C:277:GLY:N 2.74 0.40
1:D:73:LEU:HD12 1:D:73:LEU:O 2.22 0.40
1:F:358:ALA:O 1:F:361:ALA:HB3 2.22 0.40
1:F:444:LEU:HD23 | 2:L:113:VAL:HG13 2.03 0.40
2:K:53:ALA:HA 2:K:93:ALA:HB1 2.02 0.40
2:0:64:LEU:HD23 2:0:74:SER:CB 2.51 0.40
2:Q:141:THR:HG21 | 2:Q:143:LEU:HD12 2.03 0.40
1:S:240:LEU:HD12 1:S:240:LEU:N 2.36 0.40
1:T:96:VAL:HG21 1:T:281:ASP:CB 2.52 0.40
1:T:257:ASP:HA 1:T:308:SER:OG 2.22 0.40
1:U:353: THR:HA 1:U:369:PHE:CE1 2.56 0.40
1:V:21:ALA:C 1:V:23:ALA:N 2.72 0.40
1:W:326:ARG:NH1 1:W:326:ARG:HB3 2.37 0.40
1:W:385:ASN:HD22 1:W:385:ASN:HA 1.61 0.40
1:X:66:ILE:O 1:X:66:ILE:HG22 2.22 0.40
1:X:79:ILE:HG22 1:X:103:LEU:HD13 2.03 0.40
1:X:236:ASN:N 1:X:237:PRO:HD3 2.36 0.40
1:X:294:LYS:HE3 1:X:295:HIS:HE1 1.86 0.40

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:X:7:ARG:NH2 | 1:X:7:ARG:NH2[2_765| 2.04 0.16
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5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

1 A 313/444 (70%) | 261 (83%) | 41 (13%) | 11 (4%)

1 B 313/444 (70%) | 258 (82%) | 43 (14%) | 12 (4%)

1 C 313/444 (70%) | 261 (83%) | 43 (14%) | 9 (3%)

1 D 313/444 (70%) | 270 (86%) | 32 (10%) | 11 (4%)

1 E 313/444 (70%) | 266 (85%) | 37 (12%) | 10 (3%)

1 F 313/444 (70%) | 264 (84%) | 39 (12%) | 10 (3%)

1 S 309/444 (70%) | 235 (76%) | 57 (18%) | 17 (6%)

1 T 309/444 (70%) | 238 (77%) | 51 (16%) | 20 (6%)

1 U 309/444 (70%) | 235 (76%) | 55 (18%) | 19 (6%)

1 Y% 309/444 (70%) | 237 (77%) | 54 (18%) | 18 (6%)

1 W 309/444 (70%) | 233 (75%) | 57 (18%) | 19 (6%)

1 X 309/444 (70%) | 237 (77%) | 55 (18%) | 17 (6%)

2 G 171/174 (98%) | 157 (92%) | 9 (5%) 5 (3%)
2 H 171/174 (98%) | 153 (90%) | 13 (8%) | 5 (3%)
2 I 171/174 (98%) | 154 (90%) | 11 (6%) | 6 (4%)
2 J 171/174 (98%) | 154 (90%) | 12 (7%) | 5 (3%)
2 K 171/174 (98%) | 154 (90%) | 13 (8%) | 4 (2%) 6|
2 L 171/174 (98%) | 155 (91%) | 12 (7%) | 4 (2%) 6|
2 M 171/174 (98%) | 145 (85%) | 19 (11%) | 7 (4%)
2 N 171/174 (98%) | 143 (84%) | 21 (12%) | 7 (4%)
2 o) 171/174 (98%) | 141 (82%) | 24 (14%) | 6 (4%)
2 P 171/174 (98%) | 143 (84%) | 22 (13%) | 6 (4%)
2 Q 171/174 (98%) | 142 (83%) | 21 (12%) | 8 (5%)
2 R 171/174 (98%) | 144 (84%) | 20 (12%) | 7 (4%)
All | Al | 5784/7416 (78%) | 4780 (83%) | 761 (13%) | 243 (4%)
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All (243) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 42 GLU
1 A 233 LYS
1 A 434 VAL
1 A 436 ASN
1 A 439 LEU
1 A 441 ARG
1 B 41 GLN
1 B 42 GLU
1 B 234 LEU
1 B 235 ILE
1 B 434 VAL
1 B 436 ASN
1 B 441 ARG
1 C 41 GLN
1 C 42 GLU
1 C 118 LYS
1 C 235 ILE
1 C 436 ASN
1 C 439 LEU
1 C 441 ARG
1 D 41 GLN
1 D 42 GLU
1 D 234 LEU
1 D 434 VAL
1 D 436 ASN
1 D 439 LEU
1 D 441 ARG
1 E 41 GLN
1 E 42 GLU
1 E 434 VAL
1 E 436 ASN
1 E 441 ARG
1 F 41 GLN
1 F 42 GLU
1 F 235 ILE
1 F 434 VAL
1 F 436 ASN
1 F 441 ARG
2 G 89 ARG
2 H 89 ARG
2 I 89 ARG
2 J 89 ARG

Continued on next page...
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Mol | Chain | Res | Type
2 K 89 ARG
2 L 89 ARG
2 M 50 THR
2 M 51 ALA
2 N 50 THR
2 O 50 THR
2 O 51 ALA
2 P 50 THR
2 P 51 ALA
2 Q 50 THR
2 Q 51 ALA
2 R 20 THR
2 R 51 ALA
1 S 21 ALA
1 S 41 GLN
1 S 48 VAL
1 S 58 PRO
1 S 75 ASN
1 S 235 ILE
1 S 436 ASN
1 S 438 ASP
1 S 439 LEU
1 S 440 SER
1 T 21 ALA
1 T 41 GLN
1 T 48 VAL
1 T 58 PRO
1 T 75 ASN
1 T 436 ASN
1 T 438 ASP
1 T 439 LEU
1 T 440 SER
1 U 21 ALA
1 U 41 GLN
1 U 48 VAL
1 U 58 PRO
1 U 75 ASN
1 U 436 ASN
1 U 438 ASP
1 U 439 LEU
1 U 440 SER
1 \Y 21 ALA

Continued on next page...
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Mol | Chain | Res | Type
1 \Y 41 GLN
1 \Y 48 VAL
1 \Y 58 PRO
1 \Y 75 ASN
1 \Y 436 ASN
1 \Y 438 ASP
1 \Y 439 LEU
1 \Y 440 SER
1 W 21 ALA
1 W 41 GLN
1 W 48 VAL
1 W 58 PRO
1 W 75 ASN
1 W 235 ILE
1 W 436 ASN
1 W 438 ASP
1 W 439 LEU
1 W 440 SER
1 X 21 ALA
1 X 41 GLN
1 X 48 VAL
1 X 58 PRO
1 X 75 ASN
1 X 112 ARG
1 X 436 ASN
1 X 438 ASP
1 X 439 LEU
1 X 440 SER
1 A 41 GLN
1 A 235 ILE
1 B 405 ASP
1 B 439 LEU
1 C 405 ASP
1 C 434 VAL
1 D 235 ILE
1 E 232 ALA
1 E 405 ASP
1 E 439 LEU
1 F 405 ASP
1 F 439 LEU
2 J 40 GLY
2 K 40 GLY

Continued on next page...
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Mol | Chain | Res | Type
2 N 31 ALA
2 N 51 ALA
2 O 31 ALA
2 O 127 GLY
2 P 31 ALA
2 Q 31 ALA
2 Q 127 GLY
1 S 74 ALA
1 S 301 ASP
1 T 74 ALA
1 T 116 ILE
1 T 235 ILE
1 T 242 GLN
1 T 323 LEU
1 T 435 GLU
1 U 74 ALA
1 U 234 LEU
1 U 237 PRO
1 U 301 ASP
1 U 323 LEU
1 \Y 74 ALA
1 \Y 301 ASP
1 W 74 ALA
1 W 116 ILE
1 W 242 GLN
1 W 323 LEU
1 X 74 ALA
1 X 301 ASP
1 X 323 LEU
1 A 405 ASP
1 D 405 ASP
1 E 52 ASN
1 F 117 ALA
2 I 110 GLY
2 [ 111 ASP
2 J 87 ALA
2 M 31 ALA
2 N 127 GLY
2 R 31 ALA
1 S 113 GLN
1 S 323 LEU
1 T 301 ASP
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Mol | Chain | Res | Type
1 \Y 234 LEU
1 \Y 323 LEU
1 W 113 GLN
1 W 118 LYS
1 W 301 ASP
1 X 109 LYS
1 A 112 ARG
1 B 350 ALA
2 G 40 GLY
2 G 111 ASP
2 H 40 GLY
2 H 87 ALA
2 I 87 ALA
2 I 118 ASP
2 J 111 ASP
2 L 111 ASP
2 M 66 MET
2 O 49 GLY
2 O 66 MET
2 Q 66 MET
2 Q 117 GLU
1 S 435 GLU
1 U 4 MET
1 X 235 ILE
1 B 233 LYS
1 B 237 PRO
1 D 271 ALA
2 G 87 ALA
2 H 110 GLY
2 H 111 ASP
2 K 87 ALA
2 K 110 GLY
2 L 87 ALA
2 N 66 MET
2 P 66 MET
2 P 127 GLY
2 R 66 MET
1 S 4 MET
1 S 437 GLU
1 U 118 LYS
1 U 235 ILE
1 \Y 4 MET

Continued on next page...



Page 96 Full wwPDB X-ray Structure Validation Report 1KYI

Continued from previous page...

Mol | Chain | Res | Type
1 \Y 113 GLN
1 W 239 GLU
1 D 348 PRO
2 G 110 GLY
2 M 117 GLU
2 M 143 LEU
2 N 117 GLU
2 R 127 GLY
1 T 4 MET
1 T 238 GLU
1 U 239 GLU
1 U 437 GLU
1 \Y 437 GLU
1 X 242 GLN
1 F 116 ILE
2 J 110 GLY
2 M 49 GLY
2 N 49 GLY
2 Q 49 GLY
1 X 111 VAL
2 I 40 GLY
2 L 40 GLY
1 A 6 PRO
2 P 49 GLY
2 Q 115 PRO
1 E 348 PRO
2 R 115 PRO
1 T 43 PRO
1 T 237 PRO
1 \Y 237 PRO
2 R 49 GLY
1 \Y 43 PRO
1 W 43 PRO

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 267/373 (72%) | 241 (90%) | 26 (10%) | |8 30
1 B 267/373 (72%) | 242 (91%) | 25 (9%) 32
1 C 267/373 (72%) | 248 (93%) | 19 (7%) 14| 44
1 D 267/373 (72%) | 244 (91%) | 23 (9%) 37
1 E 267/373 (72%) | 242 (91%) | 25 (9%) 8 32
1 F 267/373 (72%) | 248 (93%) | 19 (7%) 14| 44
1 S 267/373 (72%) | 253 (95%) | 14 (5%) 23| 55
1 T 267/373 (72%) | 250 (94%) | 17 (6%) 17| 48
1 U 267/373 (72%) | 255 (96%) | 12 (4%) 27 60
1 V 267/373 (72%) | 253 (95%) | 14 (5%) 23| 55
1 W 267/373 (72%) | 249 (93%) | 18 (7%) 16| 46
1 X 267/373 (72%) | 252 (94%) | 15 (6%) 21| 52
2 G 132/140 (94%) | 116 (88%) | 16 (12%) 20
2 H 132/140 (94%) | 118 (89%) | 14 (11%) | |6/ 26
2 I 132/140 (94%) | 118 (89%) | 14 (11%) | |6/ 26
2 J 132/140 (94%) | 116 (88%) | 16 (12%) 20
2 K 132/140 (94%) | 119 (90%) | 13 (10%) | 8] 29
2 L 132/140 (94%) | 117 (89%) | 15 (11%) 23
2 M 125/140 (89%) | 114 (91%) | 11 (9%) 36
2 N 125/140 (89%) | 115 (92%) | 10 (8%) 40
2 0 125/140 (89%) | 115 (92%) | 10 (8%) 40
2 P 125/140 (89%) | 114 (91%) | 11 (9%) 36
2 Q 125/140 (89%) | 114 (91%) | 11 (9%) 36
2 R 125/140 (89%) | 114 (91%) | 11 (9%) 36
All | ALl | 4746/6156 (77%) | 4367 (92%) | 379 (8%) 40

All (379) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 6 PRO
1 A 8 GLU
1 A 20 GLN
1 A 25 ARG
1 A 29 ILE
1 A 34 ARG

Continued on next page...
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Mol | Chain | Res | Type
1 A 39 GLN
1 A 41 GLN
1 A 45 ARG
1 A 82 GLU
1 A 96 VAL
1 A 115 GLU
1 A 116 ILE
1 A 233 LYS
1 A 251 ASN
1 A 276 GLU
1 A 336 LEU
1 A 345 LEU
1 A 359 LEU
1 A 379 GLU
1 A 403 LEU
1 A 413 ASP
1 A 425 TYR
1 A 428 ASP
1 A 434 VAL
1 A 444 LEU
1 B 6 PRO
1 B 8 GLU
1 B 20 GLN
1 B 25 ARG
1 B 29 ILE
1 B 34 ARG
1 B 39 GLN
1 B 45 ARG
1 B 59 THR
1 B 82 GLU
1 B 96 VAL
1 B 233 LYS
1 B 251 ASN
1 B 313 VAL
1 B 336 LEU
1 B 345 LEU
1 B 379 GLU
1 B 384 VAL
1 B 403 LEU
1 B 408 SER
1 B 413 ASP
1 B 425 TYR

Continued on next page...
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Mol | Chain | Res | Type
1 B 428 ASP
1 B 434 VAL
1 B 444 LEU
1 C 6 PRO
1 C 8 GLU
1 C 20 GLN
1 C 25 ARG
1 C 29 ILE
1 C 39 GLN
1 C 45 ARG
1 C 82 GLU
1 C 96 VAL
1 C 233 LYS
1 C 251 ASN
1 C 336 LEU
1 C 345 LEU
1 C 379 GLU
1 C 403 LEU
1 C 413 ASP
1 C 428 ASP
1 C 434 VAL
1 C 444 LEU
1 D 8 GLU
1 D 20 GLN
1 D 25 ARG
1 D 29 ILE
1 D 34 ARG
1 D 39 GLN
1 D 45 ARG
1 D 59 THR
1 D 82 GLU
1 D 96 VAL
1 D 113 GLN
1 D 119 ASN
1 D 233 LYS
1 D 251 ASN
1 D 336 LEU
1 D 345 LEU
1 D 379 GLU
1 D 403 LEU
1 D 408 SER
1 D 413 ASP
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Mol | Chain | Res | Type
1 D 428 ASP
1 D 434 VAL
1 D 444 LEU
1 E 6 PRO
1 E 8 GLU
1 E 20 GLN
1 E 25 ARG
1 E 29 ILE
1 E 34 ARG
1 E 39 GLN
1 E 45 ARG
1 E 82 GLU
1 E 96 VAL
1 E 233 LYS
1 E 234 LEU
1 E 251 ASN
1 E 336 LEU
1 E 345 LEU
1 E 359 LEU
1 E 362 THR
1 E 379 GLU
1 E 403 LEU
1 E 408 SER
1 E 413 ASP
1 E 425 TYR
1 E 428 ASP
1 E 434 VAL
1 E 444 LEU
1 F 20 GLN
1 F 25 ARG
1 F 29 ILE
1 F 34 ARG
1 F 39 GLN
1 F 45 ARG
1 F 59 THR
1 F 82 GLU
1 F 96 VAL
1 F 251 ASN
1 F 336 LEU
1 F 345 LEU
1 F 379 GLU
1 F 408 SER

Continued on next page...
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Mol | Chain | Res | Type
1 F 410 SER
1 F 413 ASP
1 F 428 ASP
1 F 434 VAL
1 F 444 LEU
2 G 1 THR
2 G 3 ILE
2 G 21 SER
2 G 33 LYS
2 G 42 VAL
2 G 55 THR
2 G 56 LEU
2 G 72 LEU
2 G 82 TRP
2 G 83 ARG
2 G 85 ASP
2 G 86 ARG
2 G 104 LEU
2 G 105 ILE
2 G 107 THR
2 G 164 ASN
2 H 1 THR
2 H 3 ILE
2 H 21 SER
2 H 42 VAL
2 H 55 THR
2 H 56 LEU
2 H 72 LEU
2 H 82 TRP
2 H 83 ARG
2 H 85 ASP
2 H 86 ARG
2 H 104 LEU
2 H 107 THR
2 H 164 ASN
2 I 1 THR
2 I 3 ILE
2 I 21 SER
2 I 42 VAL
2 I 55 THR
2 I 56 LEU
2 I 72 LEU
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Mol | Chain | Res | Type
2 I 82 TRP
2 I 83 ARG
2 I 85 ASP
2 I 86 ARG
2 I 104 LEU
2 I 105 ILE
2 I 164 ASN
2 J 1 THR
2 J 3 ILE
2 J 21 SER
2 J 33 LYS
2 J 42 VAL
2 J 55 THR
2 J 56 LEU
2 J 72 LEU
2 J 82 TRP
2 J 83 ARG
2 J 85 ASP
2 J 86 ARG
2 J 104 LEU
2 J 107 THR
2 J 141 THR
2 J 164 ASN
2 K 1 THR
2 K 3 ILE
2 K 21 SER
2 K 42 VAL
2 K 55 THR
2 K 56 LEU
2 K 72 LEU
2 K 82 TRP
2 K 83 ARG
2 K 85 ASP
2 K 86 ARG
2 K 104 LEU
2 K 164 ASN
2 L 1 THR
2 L 3 ILE
2 L 21 SER
2 L 42 VAL
2 L 55 THR
2 L 56 LEU
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Mol | Chain | Res | Type
2 L 72 LEU
2 L 82 TRP
2 L 83 ARG
2 L 85 ASP
2 L 86 ARG
2 L 105 ILE
2 L 107 THR
2 L 141 THR
2 L 164 ASN
2 M 1 THR
2 M 8 ARG
2 M 54 PHE
2 M 55 THR
2 M 82 TRP
2 M 85 ASP
2 M 111 ASP
2 M 137 LEU
2 M 150 GLU
2 M 164 ASN
2 M 167 PHE
2 N 1 THR
2 N 8 ARG
2 N 54 PHE
2 N 55 THR
2 N 82 TRP
2 N 111 ASP
2 N 137 LEU
2 N 150 GLU
2 N 164 ASN
2 N 167 PHE
2 O 1 THR
2 O 8 ARG
2 O 54 PHE
2 O 55 THR
2 O 82 TRP
2 O 111 ASP
2 O 137 LEU
2 O 150 GLU
2 O 164 ASN
2 O 167 PHE
2 P 1 THR
2 P 8 ARG
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Mol | Chain | Res | Type
2 P 54 PHE
2 P 55 THR
2 P 82 TRP
2 P 88 LEU
2 P 111 ASP
2 P 137 LEU
2 P 150 GLU
2 P 164 ASN
2 P 167 PHE
2 Q 1 THR
2 Q 8 ARG
2 Q 54 PHE
2 Q 55 THR
2 Q 82 TRP
2 Q 88 LEU
2 Q 111 ASP
2 Q 137 LEU
2 Q 150 GLU
2 Q 164 ASN
2 Q 167 PHE
2 R 1 THR
2 R 8 ARG
2 R 54 PHE
2 R 55 THR
2 R 82 TRP
2 R 88 LEU
2 R 111 ASP
2 R 137 LEU
2 R 150 GLU
2 R 164 ASN
2 R 167 PHE
1 S 7 ARG
1 S 75 ASN
1 S 105 ASP
1 S 241 LYS
1 S 246 ASP
1 S 280 ARG
1 S 333 LEU
1 S 370 THR
1 S 430 LEU
1 S 436 ASN
1 S 439 LEU
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Mol | Chain | Res | Type
1 S 441 ARG
1 S 442 PHE
1 S 444 LEU
1 T 7 ARG
1 T 70 LEU
1 T 75 ASN
1 T 105 ASP
1 T 236 ASN
1 T 246 ASP
1 T 280 ARG
1 T 333 LEU
1 T 341 PHE
1 T 370 THR
1 T 385 ASN
1 T 430 LEU
1 T 436 ASN
1 T 439 LEU
1 T 441 ARG
1 T 442 PHE
1 T 444 LEU
1 U 7 ARG
1 U 75 ASN
1 U 105 ASP
1 U 280 ARG
1 U 333 LEU
1 U 370 THR
1 U 430 LEU
1 U 436 ASN
1 U 439 LEU
1 U 441 ARG
1 U 442 PHE
1 U 444 LEU
1 \Y 7 ARG
1 \Y 75 ASN
1 \Y 105 ASP
1 \Y 280 ARG
1 \Y 333 LEU
1 \Y 341 PHE
1 \Y 370 THR
1 \Y 385 ASN
1 \Y 430 LEU
1 \Y 436 ASN
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Mol | Chain | Res | Type
1 \Y 439 LEU
1 \Y 441 ARG
1 \Y 442 PHE
1 \Y 444 LEU
1 W 7 ARG
1 W 70 LEU
1 W 75 ASN
1 W 105 ASP
1 W 109 LYS
1 W 113 GLN
1 W 246 ASP
1 W 280 ARG
1 W 333 LEU
1 W 341 PHE
1 W 370 THR
1 W 385 ASN
1 W 430 LEU
1 W 436 ASN
1 W 439 LEU
1 W 441 ARG
1 W 442 PHE
1 W 444 LEU
1 X 7 ARG
1 X 75 ASN
1 X 105 ASP
1 X 236 ASN
1 X 246 ASP
1 X 280 ARG
1 X 333 LEU
1 X 341 PHE
1 X 385 ASN
1 X 430 LEU
1 X 436 ASN
1 X 439 LEU
1 X 441 ARG
1 X 442 PHE
1 X 444 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (137)

such sidechains are listed below:

Mol

Chain

Res

Type

1

A

20

GLN

Continued on next page...
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Mol | Chain | Res | Type
1 A 39 GLN
1 A 41 GLN
1 A 75 ASN
1 A 250 GLN
1 A 324 GLN
1 A 349 HIS
1 A 417 GLN
1 B 20 GLN
1 B 39 GLN
1 B 41 GLN
1 B 119 ASN
1 B 236 ASN
1 B 250 GLN
1 B 324 GLN
1 B 417 GLN
1 C 20 GLN
1 C 39 GLN
1 C 41 GLN
1 C 114 GLN
1 C 236 ASN
1 C 250 GLN
1 C 324 GLN
1 C 349 HIS
1 C 417 GLN
1 C 436 ASN
1 D 20 GLN
1 D 39 GLN
1 D 41 GLN
1 D 114 GLN
1 D 119 ASN
1 D 250 GLN
1 D 324 GLN
1 D 417 GLN
1 D 436 ASN
1 E 20 GLN
1 E 39 GLN
1 E 41 GLN
1 E 114 GLN
1 E 250 GLN
1 E 324 GLN
1 E 417 GLN
1 F 20 GLN

Continued on next page...



Page 108

Full wwPDB X-ray Structure Validation Report

1KYI

Continued from previous page...

Mol | Chain | Res | Type
1 F 39 GLN
1 F 41 GLN
1 F 114 GLN
1 F 250 GLN
1 F 324 GLN
1 F 417 GLN
2 G 24 ASN
2 G 164 ASN
2 H 24 ASN
2 H 128 ASN
2 H 146 HIS
2 H 164 ASN
2 I 24 ASN
2 I 119 GLN
2 I 146 HIS
2 I 164 ASN
2 J 146 HIS
2 J 164 ASN
2 K 24 ASN
2 K 164 ASN
2 L 146 HIS
2 L 164 ASN
2 M 164 ASN
2 N 164 ASN
2 O 164 ASN
2 P 164 ASN
2 Q 164 ASN
2 R 68 GLN
2 R 164 ASN
1 S 16 HIS
1 S 41 GLN
1 S 75 ASN
1 S 236 ASN
1 S 279 GLN
1 S 366 ASN
1 S 385 ASN
1 S 390 ASN
1 S 397 HIS
1 S 436 ASN
1 T 16 HIS
1 T 41 GLN
1 T 75 ASN
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Mol | Chain | Res | Type
1 T 236 ASN
1 T 279 GLN
1 T 366 ASN
1 T 385 ASN
1 T 390 ASN
1 T 397 HIS
1 T 436 ASN
1 U 16 HIS
1 U 41 GLN
1 U 75 ASN
1 U 119 ASN
1 U 236 ASN
1 U 242 GLN
1 U 279 GLN
1 U 366 ASN
1 U 385 ASN
1 U 390 ASN
1 U 397 HIS
1 U 436 ASN
1 \Y 16 HIS
1 \Y 41 GLN
1 \Y 75 ASN
1 \Y 114 GLN
1 \Y 236 ASN
1 \Y 279 GLN
1 \Y 366 ASN
1 \Y 385 ASN
1 \Y 390 ASN
1 \Y 397 HIS
1 \Y 436 ASN
1 W 16 HIS
1 W 41 GLN
1 W 75 ASN
1 W 236 ASN
1 W 242 GLN
1 W 279 GLN
1 W 366 ASN
1 W 385 ASN
1 W 390 ASN
1 W 397 HIS
1 W 436 ASN
1 X 16 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 X 41 GLN
1 X 75 ASN
1 X 114 GLN
1 X 119 ASN
1 X 236 ASN
1 X 279 GLN
1 X 366 ASN
1 X 385 ASN
1 X 390 ASN
1 X 397 HIS

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 monosaccharides in this entry.

5.6 Ligand geometry (i)

24 ligands are modelled in this entry.

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

Mol | Type | Chain | Res | Link Count?onfgl\/llglzlgt::Z | > 2 CountsBOIfli(li/Inglglj;Z | > 2
VS | H [ 175 ] 2 [262742] 291 | 4 (15%) | 33,3759 | 1.41 | 4 (12%)
ATP X 461 - 26,33,33 | 0.60 0 31,52,52 | 0.98 2 (6%)
LVS J |15 | 2 [262742] 286 | 4 (15%) | 33,3759 | 152 | 5 (15%)

WO RLDWIDE
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Mol | Type | Chain | Res | Link | oo | RS | £12]5 2 | Counts | RMSE | 41|52
3 ATP W 460 - 26,33,33 | 0.63 0 31,562,652 | 1.02 2 (6%)
4 LVS N 175 2 26,2742 | 3.14 | 4 (15%) | 33,37,59 | 1.69 7 (21%)
3 ATP F 455 - 26,33,33 | 0.82 1 (3%) |31,52,52| 1.06 1 (3%)
3 ATP C 452 - 26,33,33 | 0.70 0 31,52,52 | 1.09 2 (6%)
4 LVS L 175 2 26,27,42 | 2.96 4 (15%) | 33,37,59 | 1.52 4 (12%)
4 LVS P 175 2 26,2742 | 297 | 4 (15%) | 33,37,59 | 1.64 6 (18%)
4 LVS M 175 2 26,27,42 | 2.83 4 (15%) | 33,3759 | 1.65 6 (18%)
3 ATP \Y 459 - 26,33,33 | 0.64 0 31,562,652 | 1.01 2 (6%)
4 LVS Q 175 2 26,27,42 | 2.79 4 (15%) | 33,3759 | 1.63 6 (18%)
3 ATP A 450 - 26,33,33 | 0.79 1 (3%) | 31,5252 | 1.05 1 (3%)
4 LVS I 175 2 26,27,42 | 2.89 4 (15%) | 33,37,59 | 1.56 4 (12%)

3 ATP E 454 - 26,33,33 | 0.87 1 (3%) |31,52,52| 1.02 0

3 ATP D 453 - 26,33,33 | 0.69 0 31,562,652 | 1.07 1 (3%)
3 ATP S 456 - 26,33,33 | 0.64 0 31,52,52 | 0.99 2 (6%)
3 ATP U 458 - 26,33,33 | 0.60 0 31,562,652 | 0.97 2 (6%)
4 LVS K 175 2 26,27,42 | 3.02 4 (15%) | 33,37,59 | 1.57 | 5 (15%)
4 LVS @) 175 2 26,27,42 | 3.01 4 (15%) | 33,37,59 | 1.66 7 (21%)
4 LVS R 175 2 26,27,42 | 2.89 3 (11%) | 33,37,59 | 1.60 7 (21%)
3 ATP T 457 - 26,33,33 | 0.62 0 31,52,52 | 0.98 2 (6%)
3 ATP B 451 - 26,33,33 | 0.74 0 31,52,52 | 1.06 2 (6%)
4 LVS G 175 2 26,27,42 | 3.05 4 (15%) | 33,37,59 | 1.47 | 4 (12%)

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
4 LVS H 175 2 - 13/33/34/46 -
3 ATP X 461 - - 0/18/38/38 |0/3/3/3
4 LVS J 175 2 - 11/33/34/46 -
3 ATP W 460 - - 3/18/38/38 |0/3/3/3
4 LVS N 175 2 - 4/33/34/46 -
3 ATP F 455 - - 4/18/38/38 | 0/3/3/3
3 ATP C 452 - - 6/18/38/38 |0/3/3/3
4 LVS L 175 2 - 11/33/34/46 -
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
4 LVS p 175 2 - 4/33/34/46 -
4 s | M |15 2 - 4/33/34/46 -
3 ATP \Y 459 - - 0/18/38/38 |0/3/3/3
4 [ws | q |1 2 ] 5/33/34/46 -
3 ATP A 450 - - 3/18/38/38 |0/3/3/3
4 | Lvs 1 | 175 ] 2 ] 11/33/34/46 ]
3 ATP E 454 - - 7/18/38/38 | 0/3/3/3
3 | ATP | D |[453] - ] 7/18/38/38 | 0/3/3/3
3 ATP S 456 - - 1/18/38/38 | 0/3/3/3
3 ATP U 458 - - 3/18/38/38 |0/3/3/3
4 [ ws | K |15 2 - 11/33/34/46 -
4 LVS 0) 175 2 - 4/33/34/46 -
4 s | Rr |15 2 - 4/33/34/46 -
3 | ATP | T | 457 | - - 0/18/38/38 | 0/3/3/3
3 ATP B 451 - - 10/18/38/38 | 0/3/3/3
4 LVS G 175 2 - 14/33/34/46 -
All (50) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 N 175 | LVS | C2’-CS | 14.19 1.54 1.31
4 P 175 | LVS | C2-CS | 13.79 1.54 1.31
4 R 175 | LVS | C2-CS | 13.75 1.53 1.31
4 O 175 | LVS | C2-CS | 13.71 1.53 1.31
4 K 175 | LVS | C2-CS | 12.94 1.52 1.31
4 M 175 | LVS | C2-CS | 12.89 1.52 1.31
4 Q 175 | LVS | C2-CS | 12.78 1.52 1.31
4 G 175 | LVS | C2-CS | 12.39 1.51 1.31
4 J 175 | LVS | C2-CS | 12.11 1.51 1.31
4 L 175 | LVS | C2-CS | 11.70 1.50 1.31
4 I 175 | LVS | C2-CS | 11.52 1.50 1.31
4 H 175 | LVS | C2-CS | 11.50 1.50 1.31
4 I 175 | LVS C2-S | 7.92 1.85 1.75
4 L 175 | LVS C2-S | 7.51 1.85 1.75
4 G 175 | LVS C2-S | 7.38 1.85 1.75
4 H 175 | LVS C2-S | 7.33 1.85 1.75
4 J 175 | LVS C2-S | 6.36 1.83 1.75
4 K 175 | LVS C2-S | 6.03 1.83 1.75
4 N 175 | LVS C2’-S | 5.49 1.82 1.75
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 0O 175 | LVS | C2-S | 5.23 1.82 1.75
4 K 175 | LVS O1’-S 4.40 1.50 1.44
4 L 175 | LVS O1’-S 4.27 1.50 1.44
4 Q 175 | LVS C2’-S 4.21 1.81 1.75
4 M 175 | LVS C2’-S 4.21 1.81 1.75
4 R 175 | LVS | C2-S | 3.96 1.80 1.75
4 p 175 | LVS | C2-S | 3.93 1.80 1.75
4 H 175 | LVS O1’-S 3.75 1.49 1.44
4 N 175 | LVS O1’-S 3.65 1.49 1.44
4 G 175 | LVS O1’-S 3.62 1.49 1.44
4 G 175 | LVS | 02-S | 3.55 1.49 1.44
4 H 175 | LVS | 02-S | 3.55 1.49 1.44
4 M 175 | LVS | O1-S | 3.45 1.48 1.44
4 p 175 | LVS | O1-S | 3.31 1.48 1.44
4 O 175 | LVS 02’-S 3.30 1.48 1.44
4 J 175 | LVS O1’-S 3.19 1.48 1.44
4 Q 175 | LVS 02’-S 3.14 1.48 1.44
4 p 175 | LVS | 02-S | 3.13 1.48 1.44
4 L 175 | LVS 02’-S 3.12 1.48 1.44
4 I 175 | LVS | O1-S | 3.10 1.48 1.44
4 N 175 | LVS | 02-S | 3.00 1.48 1.44
4 Q 175 | LVS O1’-S 2.98 1.48 1.44
4 K 175 | LVS 02’-S 2.98 1.48 1.44
4 M 175 | LVS 02’-S 2.94 1.48 1.44
4 J 175 | LVS | 02-S | 2.72 1.47 1.44
4 R 175 | LVS | 02-S | 2.58 1.47 1.44
3 E 454 | ATP | C8NT7 | -2.49 1.30 1.34
4 I 175 | LVS 02’-S 2.41 1.47 1.44
3 F 455 | ATP | C8-N7 | -2.35 1.30 1.34
4 O 175 | LVS O1’-S 2.21 1.47 1.44
3 A 450 | ATP | C8-N7 | -2.17 1.30 1.34

All (84) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
4 K 175 | LVS CS-CA3-N3 5.58 121.04 110.53
4 Q 175 | LVS | CG3-CB3-CA3 | 5.56 129.22 115.34
4 N 175 | LVS | CG3-CB3-CA3 | 5.47 128.99 115.34
4 L 175 | LVS CS-CA3-N3 | 5.47 120.84 110.53
4 M 175 | LVS | CG3-CB3-CA3 | 5.34 128.67 115.34
4 p 175 | LVS | CG3-CB3-CA3 | 5.25 128.45 115.34
4 G 175 | LVS CS-CA3-N3 | 5.17 120.27 110.53

Continued on next page...
grbDe



Page 114

Full wwPDB X-ray Structure Validation Report

1KYI

Continued from previous page...

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
4 I 175 | LVS CS-CA3-N3 5.12 120.19 110.53
4 H 175 | LVS CS-CA3-N3 5.09 120.12 110.53
4 J 175 | LVS CS-CA3-N3 4.80 119.57 110.53
4 R 175 | LVS | CG3-CB3-CA3 | 4.77 127.24 115.34
4 O 175 | LVS | CG3-CB3-CA3 | 4.63 126.89 115.34
4 O 175 | LVS CS-CA3-N3 4.62 119.23 110.53
4 R 175 | LVS CS-CA3-N3 4.17 118.38 110.53
4 Q 175 | LVS CS-CA3-N3 4.13 118.33 110.53
4 N 175 | LVS CS-CA3-N3 4.13 118.31 110.53
4 M 175 | LVS CS-CA3-N3 4.12 118.30 110.53
4 I 175 | LVS 01’-S-C1’ 4.12 117.08 108.23
4 L 175 | LVS | CG3-CB3-CA3 | 3.99 125.28 115.34
4 P 175 | LVS CS-CA3-N3 3.91 117.89 110.53
4 I 175 | LVS | CG3-CB3-CA3 | 3.90 125.06 115.34
4 J 175 | LVS 01’-5-C1’ 3.65 116.07 108.23
4 K 175 | LVS 01’-5-C1’ 3.64 116.05 108.23
4 R 175 | LVS 01’-S-C1’ 3.53 115.81 108.23
4 J 175 | LVS | CG3-CB3-CA3 | 3.45 123.93 115.34
4 P 175 | LVS 01-S-C1’ 3.41 115.56 108.23
4 N 175 | LVS 01’-5-C1’ 3.39 115.51 108.23
4 M 175 | LVS 01’-5-C1’ 3.29 115.30 108.23
4 G 175 | LVS 01’-S-C1’ 3.28 115.29 108.23
4 O 175 | LVS | CG2-CB2-CA2 | 3.18 124.19 115.43
4 O 175 | LVS C2-CA2-N2 3.11 119.62 111.16
4 H 175 | LVS 01-S-Cr’ 3.05 114.78 108.23
4 N 175 | LVS | CG2-CB2-CA2 | 3.05 123.82 115.43
4 M 175 | LVS C2-CA2-N2 3.02 119.39 111.16
4 P 175 | LVS | CG2-CB2-CA2 | 2.96 123.58 115.43
4 H 175 | LVS | CG3-CB3-CA3 | 2.96 122.72 115.34
4 Q 175 | LVS 01’-S-C1’ 2.95 114.58 108.23
4 O 175 | LVS 01’-S-C1’ 2.87 114.39 108.23
4 N 175 | LVS C2-CA2-N2 2.83 118.85 111.16
4 G 175 | LVS | CG3-CB3-CA3 | 2.77 122.24 115.34
4 K 175 | LVS | CG3-CB3-CA3 | 2.76 122.21 115.34
4 R 175 | LVS | CG2-CB2-CA2 | 2.75 122.99 115.43
4 P 175 | LVS C2-CA2-N2 2.65 118.38 111.16
4 M 175 | LVS | CG2-CB2-CA2 | 2.64 122.69 115.43
4 J 175 | LVS CA3-CS-C2" | -2.57 112.13 125.92
4 Q 175 | LVS C2-CA2-N2 2.54 118.07 111.16
4 L 175 | LVS 01’-5-C1’ 2.53 113.67 108.23
4 Q 175 | LVS | CG2-CB2-CA2 | 2.51 122.34 115.43
4 R 175 | LVS C2-CA2-N2 2.47 117.88 111.16

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
4 Q 175 | LVS CA3-CS-C2" | -2.45 112.78 125.92
4 I 175 | LVS CA3-CS-C2" | -2.44 112.84 125.92
4 M 175 | LVS CA3-CS-C2" | -2.42 112.97 125.92
4 R 175 | LVS CA3-CS-C2" | -241 113.00 125.92
4 H 175 | LVS CA3-CS-C2" | -2.37 113.22 125.92
4 P 175 | LVS CA3-CS-C2" | -2.36 113.25 125.92
4 O 175 | LVS CA3-CS-C2" | -2.36 113.27 125.92
3 W 460 | ATP C5H-C6-N6 2.31 123.86 120.35
4 G 175 | LVS CA3-CS-C2” | -2.30 113.60 125.92
3 W 460 | ATP | O3G-PG-02G | 2.29 116.41 107.64
3 U 458 | ATP | O3G-PG-02G | 2.29 116.38 107.64
4 N 175 | LVS CA3-CS-C2" | -2.28 113.69 125.92
3 \Y 459 | ATP C5H-C6-N6 2.28 123.81 120.35
3 X 461 | ATP | O3G-PG-02G | 2.28 116.34 107.64
3 S 456 | ATP | O3G-PG-02G | 2.28 116.34 107.64
3 T 457 | ATP C5H-C6-N6 2.26 123.78 120.35
3 T 457 | ATP | O3G-PG-02G | 2.24 116.20 107.64
3 \Y 459 | ATP | O3G-PG-02G | 2.22 116.13 107.64
4 L 175 | LVS CA3-CS-C2" | -2.19 114.20 125.92
4 K 175 | LVS CA3-CS-C2" | -2.18 114.21 125.92
3 S 456 | ATP C5H-C6-N6 2.17 123.65 120.35
4 O 175 | LVS CB2-CA2-C2 | -2.16 105.42 110.57
3 U 458 | ATP ChH-C6-N6 2.16 123.63 120.35
4 N 175 | LVS CB2-CA2-C2 | -2.15 105.44 110.57
3 X 461 | ATP C5-C6-N6 2.15 123.62 120.35
3 B 451 | ATP C5-C6-N6 2.15 123.61 120.35
4 J 175 | LVS CA2-N2-C1 -2.13 117.09 121.67
3 D 453 | ATP | O3G-PG-02G | 2.11 115.70 107.64
3 F 455 | ATP | O3G-PG-02G | 2.10 115.66 107.64
3 A 450 | ATP | O3G-PG-02G | 2.06 115.50 107.64
4 K 175 | LVS CA1-C1-N2 2.05 119.00 116.15
3 C 452 | ATP PB-O3B-PG | 2.05 139.85 132.83
3 B 451 | ATP | O3G-PG-02G | 2.05 115.45 107.64
3 C 452 | ATP | O3G-PG-02G | 2.02 115.36 107.64
4 R 175 | LVS 02’-5-C1’ 2.01 112.55 108.23

There are no chirality outliers.

All (140) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
3 A 450 | ATP | PB-O3B-PG-0O2G
3 B 451 | ATP | PB-O3B-PG-0O2G

Continued on next page...
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Mol | Chain | Res | Type Atoms

3 B 451 | ATP C5-05-PA-O1A
3 B 451 | ATP C5-05-PA-O2A
3 C 452 | ATP | PB-O3B-PG-0O2G
3 D 453 | ATP | PB-O3B-PG-0O2G
3 F 455 | ATP | PB-O3B-PG-0O2G
3 S 456 | ATP C5-05-PA-O1A
4 G 175 | LVS C1-CA1-CB1-CG1
4 G 175 | LVS | N1-CA1-CB1-CG1
4 G 175 | LVS CS-CA3-N3-C2

4 G 175 | LVS S-C2’-CS-CA3

4 H 175 | LVS C1-CA1-CB1-CG1
4 H 175 | LVS | N1-CA1-CB1-CG1
4 H 175 | LVS CS-CA3-N3-C2

4 H 175 | LVS | CS-CA3-CB3-CG3
4 H 175 | LVS S-C2’-CS-CA3

4 I 175 | LVS C1-CA1-CB1-CG1
4 I 175 | LVS | N1-CA1-CB1-CG1
4 I 175 | LVS CS-CA3-N3-C2

4 I 175 | LVS S-C2’-CS-CA3

4 J 175 | LVS C1-CA1-CB1-CG1
4 J 175 | LVS | N1-CA1-CB1-CG1
4 J 175 | LVS CS-CA3-N3-C2
4 J 175 | LVS CB3-CA3-N3-C2
4 J 175 | LVS S-C2’-CS-CA3

4 K 175 | LVS C1-CA1-CB1-CG1
4 K 175 | LVS | N1-CA1-CB1-CG1
4 K 175 | LVS | CS-CA3-CB3-CG3
4 K 175 | LVS S-C2-CS-CA3

4 L 175 | LVS C1-CA1-CB1-CG1
4 L 175 | LVS | N1-CA1-CB1-CG1
4 L 175 | LVS CS-CA3-N3-C2
4 L 175 | LVS | CS-CA3-CB3-CG3
4 L 175 | LVS S-C2’-CS-CA3

4 M 175 | LVS C1-CA1-CB1-CG1
4 M 175 | LVS S-C2-CS-CA3

4 N 175 | LVS S-C2’-CS-CA3

4 O 175 | LVS C1-CA1-CB1-CG1
4 O 175 | LVS S-C2’-CS-CA3

4 P 175 | LVS S-C2’-CS-CA3

4 Q 175 | LVS S-C2’-CS-CA3

4 R 175 | LVS C1-CA1-CB1-CG1
4 R 175 | LVS S-C2-CS-CA3

Continued on next page...
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Mol | Chain | Res | Type Atoms

4 J 175 | LVS 02-C2-CA2-CB2
4 H 175 | LVS | N3-CA3-CB3-CG3
4 K 175 | LVS | N3-CA3-CB3-CG3
3 E 454 | ATP | PB-O3B-PG-O1G
4 K 175 | LVS 02-C2-CA2-N2

4 L 175 | LVS 02-C2-CA2-N2
4 G 175 | LVS N3-C2-CA2-N2

4 G 175 | LVS | N3-CA3-CB3-CG3
4 J 175 | LVS N3-C2-CA2-CB2
4 G 175 | LVS 02-C2-CA2-N2

4 I 175 | LVS 02-C2-CA2-N2

3 C 452 | ATP PA-O3A-PB-O1B
3 D 453 | ATP PG-O3B-PB-0O1B
4 K 175 | LVS N3-C2-CA2-N2

4 L 175 | LVS N3-C2-CA2-N2

4 I 175 | LVS N3-C2-CA2-N2

4 L 175 | LVS 02-C2-CA2-CB2
4 I 175 | LVS | N3-CA3-CB3-CG3
4 L 175 | LVS | N3-CA3-CB3-CG3
4 H 175 | LVS 02-C2-CA2-N2
4 J 175 | LVS 02-C2-CA2-N2

4 K 175 | LVS 02-C2-CA2-CB2
4 I 175 | LVS 02-C2-CA2-CB2
4 O 175 | LVS | N2-CA2-CB2-CG2
4 L 175 | LVS N3-C2-CA2-CB2
4 H 175 | LVS N3-C2-CA2-N2

4 J 175 | LVS N3-C2-CA2-N2

3 B 451 | ATP | PB-O3B-PG-03G
3 E 454 | ATP | PB-O3B-PG-0O2G
4 I 175 | LVS N3-C2-CA2-CB2
4 G 175 | LVS 02-C2-CA2-CB2
3 B 451 | ATP PG-O3B-PB-O1B
4 M 175 | LVS | N1-CA1-CB1-CG1
4 O 175 | LVS | N1-CA1-CB1-CG1
4 P 175 | LVS | N1-CA1-CB1-CG1l
4 Q 175 | LVS | N1-CA1-CB1-CG1
4 R 175 | LVS | N1-CA1-CB1-CG1
4 K 175 | LVS N3-C2-CA2-CB2
4 N 175 | LVS C1-CA1-CB1-CG1
4 P 175 | LVS C1-CA1-CB1-CG1
4 Q 175 | LVS C1-CA1-CB1-CG1
4 G 175 | LVS CB3-CA3-N3-C2

Continued on next page...
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Mol | Chain | Res | Type Atoms
4 I 175 | LVS CB3-CA3-N3-C2
4 K 175 | LVS CS-CA3-N3-C2
4 L 175 | LVS CB3-CA3-N3-C2
4 G 175 | LVS N3-C2-CA2-CB2
4 G 175 | LVS CS-C2’-S-02
4 H 175 | LVS 02-C2-CA2-CB2
4 M 175 | LVS | N2-CA2-CB2-CG2
3 D 453 | ATP PG-O3B-PB-02B
3 D 453 | ATP PA-O3A-PB-02B
3 E 454 | ATP PG-O3B-PB-02B
3 U 458 | ATP PA-O3A-PB-02B
4 P 175 | LVS | N2-CA2-CB2-CG2
4 J 175 | LVS | N3-CA3-CB3-CG3
4 H 175 | LVS | CA2-CB2-CG2-CD3
4 H 175 | LVS N3-C2-CA2-CB2
4 N 175 | LVS | N2-CA2-CB2-CG2
4 G 175 | LVS | CA2-CB2-CG2-CD4
4 G 175 | LVS | CA2-CB2-CG2-CD3
4 G 175 | LVS | CS-CA3-CB3-CG3
4 I 175 | LVS | CS-CA3-CB3-CG3
4 J 175 | LVS | CS-CA3-CB3-CG3
3 F 455 | ATP 04’-C4’-C5’-05’
3 C 452 | ATP PA-O3A-PB-0O2B
3 D 453 | ATP PA-O3A-PB-O1B
3 A 460 | ATP C3-C4’-CH-05’
3 B 451 | ATP | PB-0O3B-PG-0O1G
3 C 452 | ATP | PB-0O3B-PG-0O1G
4 R 175 | LVS | N2-CA2-CB2-CG2
3 A 450 | ATP | PB-O3B-PG-O3G
3 C 452 | ATP | PB-O3B-PG-0O3G
3 F 455 | ATP | PB-O3B-PG-O3G
3 B 451 | ATP C5-05-PA-O3A
3 A 450 | ATP 04’-C4’-C5’-05’
3 C 452 | ATP 04’-C4’-C5’-05’
3 D 453 | ATP 04’-C4’-C5’-05’
3 B 451 | ATP PG-O3B-PB-02B
3 B 451 | ATP PB-O3A-PA-O1A
3 E 454 | ATP PG-O3B-PB-O1B
3 E 454 | ATP PA-O3A-PB-O1B
3 E 454 | ATP PA-O3A-PB-0O2B
3 U 458 | ATP PG-O3B-PB-O1B
3 W 460 | ATP PA-O3A-PB-O1B

Continued on next page...



Page 119

Full wwPDB X-ray Structure Validation Report

1KYI

Continued from previous page...

Mol | Chain | Res | Type Atoms
3 W 460 | ATP PA-O3A-PB-O2B
4 N 175 | LVS | N1-CA1-CB1-CG1
4 Q 175 | LVS | N2-CA2-CB2-CG2
4 Q 175 | LVS | CA2-CB2-CG2-CD3
3 U 458 | ATP C5-05-PA-O1A
3 B 451 | ATP 04’-C4’-C5’-05’
3 E 454 | ATP 04’-C4’-C5’-05’
3 D 453 | ATP | PB-O3B-PG-O1G
3 F 455 | ATP | PB-O3B-PG-O1G
4 H 175 | LVS CB3-CA3-N3-C2
4 K 175 | LVS CB3-CA3-N3-C2
4 H 175 | LVS CS-C2-S-02’

There are no ring outliers.

24 monomers are involved in 225 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 H 175 | LVS 14 0
3 X 461 | ATP 3 0
4 J 175 | LVS 22 0
3 W 460 | ATP 4 0
4 N 175 | LVS 15 0
3 F 455 | ATP 4 0
3 C 452 | ATP 8 0
4 L 175 | LVS 14 0
4 P 175 | LVS 12 0
4 M 175 | LVS 12 0
3 \Y 459 | ATP 2 0
4 Q 175 | LVS 13 0
3 A 450 | ATP 3 0
4 I 175 | LVS 16 0
3 E 454 | ATP 6 0
3 D 453 | ATP 5 0
3 S 456 | ATP 3 0
3 U 458 | ATP 5 0
4 K 175 | LVS 17 0
4 O 175 | LVS 11 0
4 R 175 | LVS 12 0
3 T 457 | ATP 4 0
3 B 451 | ATP 5 0
4 G 175 | LVS 15 0
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The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.

Ligand LVS H 175

Torsions Rings
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Ligand ATP X 461
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Ligand ATP W 460
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Ligand ATP F 455
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Ligand ATP C 452

Bond lengths Bond angles

Torsions Rings




Page 127 Full wwPDB X-ray Structure Validation Report

1KYI

Bond lengths

Ligand LVS L 175

Bond angles

Torsions




Page 128 Full wwPDB X-ray Structure Validation Report

1KYI
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Ligand ATP V 459
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Ligand ATP A 450
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Ligand ATP E 454
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Ligand ATP D 453
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Ligand ATP S 456
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Ligand ATP U 458
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Ligand ATP T 457
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Ligand ATP B 451
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Ligand LVS G 175

Bond lengths Bond angles

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.


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