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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 3.20 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 I I 31
Ramachandran outliers |] N 2.2%
Sidechain outliers M 25.3%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 141614 1253 (3.20-3.20)
Ramachandran outliers 138981 1234 (3.20-3.20)
Sidechain outliers 138945 1233 (3.20-3.20)

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

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 545 36% 42% 10% 12%
1 B 545 37% 42% 10% 12%
1 C 545 37% 41% 10% 12%
1 D 545 37% 42% 10% 12%
1 E 545 37% 41% 10% 12%
1 F 545 37% 41% 10% 12%
1 G 545 3% 41% 10% 12%
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 25095 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 CHAPERONIN 60.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 182 3585 2218 635 717 15 0 0 0

Total C N O S
1 B 182 3585 2218 635 717 15 0 0 0

Total C N O S
1 C 182 3585 2218 635 717 15 0 0 0

Total C N 0O S
1 b 182 3585 2218 635 717 15 0 0 0

Total C N O S
1 b 182 3585 2218 635 717 156 0 0 0

Total C N O S
1 K 182 3585 2218 635 717 15 0 0 0

Total C N @) S
1 G 182 3585 2218 635 717 15 0 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA 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: CHAPERONIN 60

12%

10%

42%

36%

Chain A:

9L

ELN

TLY

89N

994

Sy
©
a

29T

633

9GS

671

Lvd

(47238

Ll

1€1
0EL

Lgh

sca
441

{443

61D

OTH
STH

€14
(434
11a

6N
84

9A

S

(41

69TA

1970

913

8STIL

9818
eish xS

9%1h

18
0%1a

8ETA

PETY

0ETY

8TTA

9TTA
PTIL
€TTv
(447

HTIW

CTIN
SOTH
%011
€07D
160
v6A

06L

88D

989
S8y
784
£80

8L

6.5
8LY

ceed

62TS

221
9zeH

j444:s

0zeI
61CA

orca
S1T1
vicH
%44

T1CH

Loz
90TL
S0TA

1

0021

86TH

96T1d

610
E6TW
4%
1672
06TA
68TA

S8TL

181X

6.1d
8LT3

OLTL
SLTI
TLTA

cLTE
TLIN

96CL

¥6CI

feletac
vacA
£62a

19¢Y

6921
8%

LSEL
9GEL

baea
€G€I

18€0
0S€Y
6%ET
8¥vED

9YEN

[4729
19ed

8e€d

veed

[4338
TEEL

8Tea
LTEN

STEI

E€TEA

0ozev
67€Y
81€D

9TEN

H1eI

862D

6271

LTvE
9TH'T
SThA
ja2
£THY

1250

61%1

ETHA

TT9I

6073
8070
LO%A

TOPN
00%T

L6€d
96EA
S6€Y
¥6eQ
£6EN

16€4

68EA
88€d
L8€I

¥8EN
£8€D

T8EA

LLEV
9LEA

v.LED

TLEX

69EA

99gb

£9€d

T9ea

677V
8vva
LY%T

SYHY

L

15441

vevs
EEPN

i

929d

14k

[£4ch)
TZGH

9781

7191

e Molecule 1: CHAPERONIN 60

[ai)
TI8A
018S

12%

10%

42%

37%

Chain B:

9L3

ELW

TLY

89N

994

<+
©
a

291

683

EEN]

671

L¥d

(42

T

Te1
0EL

LgA

sTa
441

(449

61D

OTH
STY

€14
TV
T1d

©o o

+
B4

]
- <

69TA

L9TD

913

8911

9618
el ics

9% Th

1525
0¥%1a

8ETA

YETV

0ETY

8TTA

9TTA
vTIL
€CTV
(449

YTIH

TN
SO
7011
€07D
160
Y6A

06L

889

989
a8y
83
£80

T8L

6.5
8LY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

Full wwPDB X-ray Structure Validation Report 1IOK

Page 5

(434S

62CS

221
9TTH

j444:s

ocel
61CA

91¢H
S121
jA%4cS
£1TY

TICH

L0ZN
9021
S0TA

1

1028
0021

861D

961a

61D
€6TH
261D
613
06TA
68TA

S8TL

T8TY

6.13
8L12

9LTL
SLTI
YLIA

cL1E
TLIN

6CI
€62V

062h
6821
88TH

982

8ty
£8c¢d

1824

8.LTy
LLlgy
9.LTA
SLTv
i2x4)
€LTI

eletact
baca
€920

TSV

6%CI
8%C1

9GEL

baed
€GEI

15€l
0Gey
67€I
8¥veD

9YEN

[4709
1%ed

8e€d

veed

[4338
T€EL

8Ted
LTEA

STEIL

E€TEN

0zev
67€Y
81€D

9TEW

71eI

86CH

96CL

L6€d
96€EA
S6€Y
v6ed
E£6EN

16€3

68EA
88€d
L8EI

78EN
£8€D

T8€A

LLEV
9LEA

T.LEY

69EA

99¢€l

£9€d

19¢ed

LGEL

veVS
EEVN

929d

CHAPERONIN 60

g4y

[44:))
TSN

9TSI

$181

e Molecule 1

(a5l
TT6A

12%

10%

41%

37%

Chain C

9LE

ELW

TLY

89N
1,93
994

<+
©
=}

291

6GH

1

671

Lvd

(428

T

T€1

=]
)
B

D
N
=

LgA
Ty
sca
441

{449

61D

9T
STY

€14
(434
T1d

[
=

A © ©

S
- <

69TA

L9T0

9182

89TI

9G1S
el ics

9%Th

1918
0¥%1a

8ETA

0ETY

8TTA

9TTA
¥TIL
44
(449}

BTIH

CTIN
SO
%011
€0TD
160
Y6A

06L

88D

989
a8y
8
£80

T8L

6.5

[
~
<

ceTd

62CTS

L2211
9TTH

j44

91¢H
S121
%4

S0TA

L

0021

861D

961a

610
€6TH
261D
T612
06TA

68TA

1515’8

6.13
8L12

9LTL
SLTI
YLIA

cL1E
TLIN

96TL

621
€62V

062b
6821
88TH

98T

v8cH
£8c¢d

1824

8.LTy
LLTY
9LTA
SLTV
j2X4

eistdcy
paca
€920

TSy

6%CI

LSEL
99EL

paed
€9€1

1SED
0sey
6%E1
8%ED

9%EA

THEI

86TD

£8€D

T8EA

LLEY

TLEX

69€A

99¢€h

£9¢€H

T9€a

I8y
TISA
0188

.0sa
9084

€0SL
208y
TOSA
00SA

v6%A

T6%%
0674
68%NH
88%a
L8%D
98%1
G8vd
v8vH

PEVS

CHAPERONIN 60

9248d

j£4°KS

[44°h3
TCSH

91SI

$191

e Molecule 1

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IOK

Page 6

12%

10%

<+
©
=}

42%

37%

Chain D

9L3

ELW

TLY

89N
1,93
994

291

643

SSS

671

Lvd

(424

Ll

T€1
0EL

LgA
Ty
sca
741

{449

61D

9T
STY

€14
TV
T1d

[
=

+ © ©

S
- <

69TA

L9TD

vo13

89TI

9G1S
el ics

9% Th

1325
o¥1a

8ETA

YETV

0ETY

8TTA

9TTA
yCIL
€CTV
(449}

YTIN

CTIN
SO
%011
€07D
160
Y6A

06L

88D

989
a8y
83
£80

T8L

6.5
8LY

(434S

62TS

L2211
9TTH
et 4)
j44

0zel
61CA

91¢H
S121
v1cE
€1V

TTCH

LOTN
90TL
S0TA

1

0021

861D

961d

610
€6TH
261D
1613
06TA
68TA

S8TL

15:15'8

6,13
8L12

9LTL
SLTI
YLIA

cL1E
TLIN

96TL

621
€62V

062b
6821
88TH

98¢

8ty
£8cd

1824

8.Lcy
LLTY
9LTA
SLTv
i2x4)
€.21

elotdct
baca
€920

TSV

6%CI
8%¢1

LSEL
95EL

bged
€9€L

15€D
0gey
6vEl
8%ED

9%EN

[424°98
Tved

8EEH

veea

TEEL

8cea
LTEN

Ggel

€TEN

ocey
61€Y
81€D

9TEN

1€l

862D

EEVN

3

6271

PA44S
9TH'1
GTYA
4428
£THY

[1474]

6191

14578

TIPI

80%D
LO¥A

ToPN

£8€D

T8EA

LLEY
9LEA

TLEX

69€A

99€l

£9¢€H

T9€a

TISev
T16A
078s

L0Sa
9053

€0SL
0S¥
T0SA
00GA

v6vA

1694
0674
68%IW
88%a
L8%D
9871
S8va
v8vH

veEVS

CHAPERONIN 60

9248d

j£4°tS

[44°03
T2SH

9181

$191

e Molecule 1

12%

10%

41%

37%

Chain E

9L3

ELW

TLY

89N
1,93
994

291

6383

e

)
<
-

L%d

(4725

Ll

1€1
0EL

LgA

sca
441

{449

61D

9T
STY

€14
(434
11d

© ()
= =

L9T0

vo13

8GTI

981S
el ic)

97T

447

1918
0¥1a

8ETA

YETY

0ETY

8TTA

9TTH
¥TIL
44
(449

HTIW

CTTIN
SOTH
%011
€0TD
L60
Y6A

06L

889

989
S8Y
83
£80

8L

6.8
8LY

(434S

62CS

221
9TTH

j a4y

6TCTA

S1T1
jaracs
1TV

TTTH

Loz
90TL
S0TA

1

0021

861D

1811

6.L13

8.L14

9LTL
S4TI
YLTA

cL1E
TLIN

69TA

¥6CI
€62V

062b
6821
88TH

98T

82y
£82a

1824

8.y
Lley
9.LZA
S.LTV
i2xa )

eletacy
vscA
€920

TSV

6921

paed
€9€1

astd]
ogeyd
6%EI
8vED

TYEL

TEEL

8TEQ

86TH

96CTL

621

LTPE
9TH'1
STvA
24728
£THY

12474]

61%1

ETHA

TI¥I

60%3
80%D
LO%A

TOPN

L6ed
96€EA
S6€Y
v6eQ
£6€X

T6€H

68EA
88€d
L8EI

P8EN
£8€D

£9€4

T9ea

LSEL
99EL

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IOK

Page 7

3

L0sa
905d

€0SL
205y
TOSA
00SA
667

v6%A

T6%%
0674
68%NH
88%a
L8%D
9871
G8%d

€871

08%N
6.%4
8L%D
LLyd

SLoY

€L%S

6971
8974

99%Y
S97A

09%A

95%d

£6%0
fsiLl
TSPW
08%d
6%HY
8¥va
LYY

i

L

15441

PEVS
EEPN

9¢8d

j44°kS

TSI
TTGH

97SI

$191

e Molecule 1

18y
TISA
0188

CHAPERONIN 60

12%

10%

41%

37%

Chain F:

9LE

ELN

TLY

89N

994

By
©
a

29T

633

ik

671

Lvd

(4728

T

1€1

62A

LgA

sca
441

{443

61D

9T
STY

€14
(434
11d

© o
==

©
=

<+
=

[
<

69TA

L9Th

voTH

8GTI

981S
fefeg ey

9%Th

1918
0v1a

8ETA

TETY

0ETY

8TTA

9TTA
PTTL
€TTV
(449

A

TN
SO
7071
€0TD
160
w6A

06L

88D

989
S8y
v8d
£80

8L

6LS
8LY

ceed

62TS

221
9zTH

j444:s

0zeI
61CA

o1cH
S1T1
vicH
44

T1CH

Loz
90TL
S0TA

1

0021

861D

961d

610
E6TW
T6TH
1672
06TA
68TA

S8TL

18TY

6.13
873

9LTL
SLTI
TLTA

cLTE
TLIN

96CL

¥6CI

feletac
vscA
£492a

T8¢y

6921
8%

LSEL
9GEL

baed
€9€I

18€0
0S€Y
6%ET
8vED

9YEA

TYEL
TveE

8€€d

veea

Ceel
TEEL

8TEQ
LTEA

STEI

ETEA

0TeV
67€Y
8T€D

9TEN

HIeT

862D

LO%A

TOPN

£6€N

16€4

68EA
88€d
L8€1

¥8EN
£8€D

T8EA

LLEY
9LEA

v.LED

TLEA

69EA

99€b

£9€d

T9ea

[44chs
TSN

9781

$191

e Molecule 1

Z18Y

CHAPERONIN 60

12%

10%

41%

37%

Chain G

9.3

ELW

TLY

89N

994

<+
©
a

291

683

EEN]

)
<
-

L¥d

(424

T

T€1

6CA

LTA

<sTa
441

(443

619D

OTH
STY

€14
Ty
T1a
018

84

9A

-
©
I[-‘I

728
ey
[41

cL1E
TLIN

69TA

L9710

913

8GTI

9618
el ics

9%1h

WIS
o¥v1a

8ETA

YETY

0ETY

8TTA

9TTA

1

PTIL
€CTV
(449

PTIN

CTIN
SO
%011
€019

160

06L

889

989
a8y
8
£80a

6.S
8LV

(434S

62CS

221
l44))

j444:s

ozl
61CA

91¢H
S121
jA%4cS
£1TY

TICH

L0TN
9021
S0TA

1028
0021

861D

961a

61D
€6TH
261D
618
06TA
68TA

G811

281D

6.12
8.L12

9LTL
SLTI
YLIA

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IOK

Page 8

96TL

v6CI
€62V

062h
6821
88TH

98¢

8ty
£8c¢d

1824

8LTV
LLTY
9LTA
S.LTy
j2x4
€.TI

elotact
baca
€920

TSV

6%CI
8%C1

LSEL
95EL

3

bged
€9€1

15€D
ogey
6vEL
8%ED

9%EN

[44°38
TvEd

8EEH

beea

CTEEL
TEEL

8ced
LTEN

{438

€TEN

ozey
614
8T€D

9TEN

YI€L

862D

vEVS
EEVN

6271
LT%3
9TH1
STHA
4472}

j34741]

6171

EI%A

195729

807D
LO%A

TOPN

£8€D

T8€A

69EA

99¢€l

i
L

£9€d

T9¢ed

06%d
6871
88%a
L8%D
98k
a8%H
»8bH
€871
[4:54]

08%N
6.%4
8.%D
LL%4

SL%N

EL%S

69%A
89%%

99%V
S9%A

09%A

98¥%a

i

T8N
08%d
677V
8vva

SYvY

15441

9¢9d

j£4:k

[44°03
T2SNH

9181

O

R LDWIDE
PROTEIN DATA BANK

W



Page 9 Full wwPDB X-ray Structure Validation Report 1IOK

4 Data and refinement statistics (i)

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

Property Value Source
Space group P 42 21 2 Depositor
Cell constants 286.36A 286.36A 153.46A .
Depositor
a, b, c,a, B, 90.00° 90.00° 90.00°
Resolution (A) 6.00 — 3.20 Depositor
% Data Completeness (Not available) (6.00-3.20) Depositor
(in resolution range)
Rinerge 0.07 Depositor
Raym (Not available) Depositor
Refinement program X-PLOR 3.851 Depositor
R, Rree 0.204 , 0.235 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 25095 wwPDB-VP
Average B, all atoms (A2) 88.0 wwPDB-VP



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

Page 10 Full wwPDB X-ray Structure Validation Report

5 Model quality (i)

5.1 Standard geometry (i)

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

angles).
. Bond lengths Bond angles
Mol | Chain | pyiay | 4171 S5 | RMSZ | #]2] >5
1 A 0.32 0/3609 0.48 0/4855
1 B 0.33 0/3609 0.48 0/4855
1 C 0.32 0/3609 0.49 0/4855
1 D 0.34 0/3609 0.48 0/4855
1 E 0.33 0/3609 0.48 0/4855
1 F 0.32 0/3609 0.49 0/4855
1 G 0.33 0/3609 0.48 0/4855
All All 0.33 | 0/25263 | 0.48 | 0/33985

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
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 3585 0 3657 233 0
1 B 3585 0 3657 231 0
1 C 3585 0 3657 229 0
1 D 3585 0 3657 228 0
1 E 3585 0 3657 231 0
1 F 3585 0 3657 235 0
1 G 3585 0 3657 231 0
All All 25095 0 25599 1574 0



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 31.

All (1574) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.
Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:D:139:ASN:HD22 1:D:140:ASP:H 1.17 0.93
1:C:139:ASN:HD22 1:C:140:ASP:H 1.17 0.92
1:C:36:ARG:HG2 1:C:36:ARG:HH11 1.35 0.92
1:G:139:ASN:HD22 1:G:140:ASP:H 1.16 0.92
1:A:36:ARG:HH11 1:A:36:ARG:HG2 1.35 0.91
1:F:139:ASN:HD22 1:F:140:ASP:H 1.17 0.91
1:E:139:ASN:HD22 1:E:140:ASP:H 1.17 0.91
1:F:36:ARG:HH11 1:F:36:ARG:HG2 1.34 0.91
1:A:139:ASN:HD22 1:A:140:ASP:H 1.18 0.90
1:B:36:ARG:HH11 1:B:36:ARG:HG2 1.35 0.90
1:E:36:ARG:HG2 1:E:36:ARG:HH11 1.36 0.90
1:C:227.LEU:HB2 1:C:254:VAL:HA 1.54 0.89
1:F:227:LEU.:HB2 1:F:254:VAL:HA 1.54 0.89
1:A:227:LEU:HB2 1:A:254:VAL:HA 1.55 0.89
1:G:227:LEU:HB2 1:G:254:VAL:HA 1.55 0.89
1:B:227:LEU:HB2 1:B:254:VAL:HA 1.55 0.89
1:B:139:ASN:HD22 1:B:140:ASP:H 1.18 0.88
1:D:227:LEU:HB2 1:D:254:VAL:HA 1.55 0.88
1:D:36:ARG:HH11 1:D:36:ARG:HG2 1.36 0.88
1:E:227:LEU:HB2 1:E:254:VAL:HA 1.55 0.88
1:G:36:ARG:HH11 1:G:36:ARG:HG2 1.40 0.86
1:A:228:SER:HA 1:A:255:GLU:HB2 1.58 0.85
1:G:228:SER:HA 1:G:255:GLU:HB2 1.59 0.85
1:B:228:SER:HA 1:B:255:GLU:HB2 1.59 0.84
1:C:228:SER:HA 1:C:255:GLU:HB2 1.59 0.83
1:A:449:ALA:HB3 1:A:450:PRO:HD3 1.60 0.83
1:E:228:SER:HA 1:E:255:GLU:HB2 1.59 0.83
1:F:514:LEU:HD13 1:G:49:ILE:HD12 1.61 0.82
1:D:228:SER:HA 1:D:255:GLU:HB2 1.59 0.82
1:F:228:SER:HA 1:F:255:GLU:HB2 1.59 0.82
1:G:449:ALA:HB3 | 1:G:450:PRO:HD3 1.62 0.82
1:B:514:LEU:HD13 1:C:49:ILE:HD12 1.63 0.81
1:F:449:ALA:HB3 1:F:450:PRO:HD3 1.62 0.81
1:A:322:LYS:HB3 1:A:333:VAL:HG23 1.63 0.81
1:B:449:ALA:HB3 1:B:450:PRO:HD3 1.62 0.81
1:D:322:LYS:HB3 1:D:333:VAL:HG23 1.63 0.81
1:F:322:LYS:HB3 1:F:333: VAL:HG23 1.63 0.81
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:D:449:ALA:HB3 1:D:450:PRO:HD3 1.61 0.80
1:E:322:LYS:HB3 1:E:333:VAL:HG23 1.63 0.80
1:A:49:ILE:HD12 1:G:514:LEU:HD13 1.63 0.80
1:G:322:LYS:HB3 1:G:333:VAL:HG23 1.64 0.80
1:C:514:.LEU:HD13 1:D:49:ILE:HD12 1.63 0.80
1:B:322:LYS:HB3 1:B:333:VAL:HG23 1.64 0.80
1:C:322:LYS:HB3 1:C:333:VAL:HG23 1.64 0.80
1:C:449:ALA:HB3 1:C:450:PRO:HD3 1.61 0.79
1:F:250:VAL:HG13 | 1:F:276:VAL:HG23 1.65 0.78
1:A:197:ARG:HH11 | 1:A:277:LYS:HG2 1.49 0.78
1:E:449:ALA:HB3 1:E:450:PRO:HD3 1.64 0.78
1:G:250:VAL:HG13 | 1:G:276:VAL:HG23 1.66 0.78
1:D:197:ARG:HH11 | 1:D:277:LYS:HG2 1.49 0.77
1:A:250:VAL:HG13 | 1:A:276:VAL:HG23 1.66 0.77
1:E:197:ARG:HH11 1:E:277:LYS:HG2 1.50 0.77
1:B:380:ARG:HB2 | 1:B:380:ARG:HH11 1.50 0.77
1:B:197:ARG:HH11 | 1:B:277:LYS:HG2 1.50 0.77
1:D:250:VAL:HG13 | 1:D:276:VAL:HG23 1.66 0.77
1:F:197:ARG:HH11 1:F:277:LYS:HG2 1.50 0.77
1:G:197:ARG:HH11 | 1:G:277:LYS:HG2 1.50 0.77
1:E:250:VAL:HG13 | 1:E:276:VAL:HG23 1.67 0.77
1:E:380:ARG:HB2 | 1:E:380:ARG:HH11 1.50 0.77
1:C:250:VAL:HG13 | 1:C:276:VAL:HG23 1.66 0.77
1:A:380:ARG:HH11 | 1:A:380:ARG:HB2 1.50 0.76
1:G:380:ARG:HH11 | 1:G:380:ARG:HB2 1.50 0.76
1:C:197:ARG:HH11 | 1:C:277:LYS:HG2 1.50 0.76
1:C:380:ARG:HH11 | 1:C:380:ARG:HB2 1.50 0.76
1:F:380:ARG:HH11 | 1:F:380:ARG:HB2 1.50 0.76
1:C:413:VAL:HG12 | 1:C:489:MET:HB3 1.68 0.76
1:B:250:VAL:HG13 | 1:B:276:VAL:HG23 1.66 0.76
1:D:380:ARG:HH11 | 1:D:380:ARG:HB2 1.50 0.75
1:B:413:VAL:HG12 | 1:B:489:MET:HB3 1.69 0.75
1:G:413:VAL:HG12 | 1:G:489:MET:HB3 1.68 0.74
1:E:413:VAL:HG12 | 1:E:489:MET:HB3 1.68 0.74
1:A:413:VAL:HG12 | 1:A:489:MET:HB3 1.69 0.74
1:E:514:LEU:HD13 1:F:49:1LE:HD12 1.70 0.73
1:D:413:VAL:HG12 | 1:D:489:MET:HB3 1.70 0.73
1:F:413:VAL:HG12 | 1:F:489:MET:HB3 1.69 0.73
1:A:514:LEU:HD13 1:B:49:ILE:HD12 1.70 0.73
1:E:411:ILE:HD12 1:E:490:PHE:HE1 1.54 0.72
1:D:514:LEU:HD13 1:E:49:ILE:HD12 1.70 0.72
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:411:ILE:HD12 1:C:490:PHE:HE1 1.54 0.72
1:B:128:VAL:HG13 | 1:B:502:ARG:HG3 1.70 0.72
1:F:411:.1LE:HD12 1:F:490:PHE:HE1 1.53 0.72
1:E:226:LYS:HG2 1:E:252:GLU:HB2 1.72 0.71
1:D:128:VAL:HG13 | 1:D:502:ARG:HG3 1.72 0.71
1:B:411:ILE:HD12 1:B:490:PHE:HE1 1.56 0.71
1:A:411:ILE:HD12 1:A:490:PHE:HE1 1.55 0.71
1:D:411:ILE:HD12 1:D:490:PHE:HE1 1.55 0.71
1:C:7:LYS:HD2 1:C:66:PHE:CZ 2.25 0.71
1:D:226:LYS:HG2 1:D:252:GLU:HB2 1.72 0.71
1:E:128:VAL:HG13 | 1:E:502:ARG:HG3 1.73 0.71
1:F:346:VAL:HG12 1:F:350:ARG:HE 1.56 0.71
1:C:128:VAL:HG13 | 1:C:502:ARG:HG3 1.72 0.71
1:A:346:VAL:HG12 1:A:350:ARG:HE 1.56 0.70
1:C:226:LYS:HG2 1:C:252:GLU:HB2 1.73 0.70
1:G:128:VAL:HG13 | 1:G:502:ARG:HG3 1.72 0.70
1:D:139:ASN:HD22 1:D:140:ASP:N 1.90 0.70
1:G:346:VAL:HG12 1:G:350:ARG:HE 1.56 0.70
1:F:7:LYS:HD2 1:F:66:PHE:CZ 2.26 0.70
1:G:7:LYS:HD2 1:G:66:PHE:CZ 2.26 0.70
1:B:346:VAL:HG12 1:B:350:ARG:HE 1.56 0.70
1:B:36:ARG:NH1 1:B:36:ARG:HG2 2.07 0.70
1:F:128:VAL:HG13 | 1:F:502:ARG:HG3 1.73 0.70
1:G:226:LYS:HG2 1:G:252:GLU:HB2 1.72 0.70
1:D:36:ARG:NH1 1:D:36:ARG:HG2 2.07 0.70
1:A:448:GLU:O 1:A:452:ARG:HD2 1.91 0.70
1:C:346:VAL:HG12 1:C:350:ARG:HE 1.56 0.70
1:F:226:LYS:HG2 1:F:252:GLU:HB2 1.72 0.70
1:A:226:LYS:HG2 1:A:252:GLU:HB2 1.73 0.69
1:D:7:LYS:HD?2 1:D:66:PHE:CZ 2.26 0.69
1:F:130:ALA:CB 1:F:425:VAL:HG21 2.22 0.69
1:G:411:ILE:HD12 1:G:490:PHE:HE1 1.57 0.69
1:B:226:LYS:HG2 1:B:252:GLU:HB2 1.72 0.69
1:E:7:LYS:HD?2 1:E:66:PHE:CZ 2.26 0.69
1:E:130:ALA:CB 1:E:425:VAL:HG21 2.22 0.69
1:D:346:VAL:HG12 1:D:350:ARG:HE 1.56 0.69
1:A:130:ALA:CB 1:A:425:VAL:HG21 2.23 0.69
1:G:139:ASN:HD22 1:G:140:ASP:N 1.90 0.69
1:G:130:ALA:CB 1:G:425:VAL:HG21 2.23 0.69
1:C:130:ALA:CB 1:C:425:VAL:HG21 2.23 0.69
1:G:227:LEU:HD22 | 1:G:254:VAL:HG22 1.75 0.69
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:G:166:MET:HG2 1:G:171:ASN:HA 1.74 0.68
1:E:346:VAL:HG12 1:E:350:ARG:HE 1.57 0.68
1:A:73:MET:CE 1:B:49:1LE:HD11 2.23 0.68
1:C:448:GLU:O 1:C:452:ARG:HD2 1.92 0.68
1:A:128:VAL:HG13 | 1:A:502:ARG:HG3 1.74 0.68
1:A:366:GLN:O 1:A:369:VAL:HG12 1.94 0.68
1:B:139:ASN:HD22 1:B:140:ASP:N 1.91 0.68
1:B:7:LYS:HD2 1:B:66:PHE:CZ 2.29 0.68
1:F:166:MET:HG2 1:F:171:ASN:HA 1.76 0.68
1:B:130:ALA:CB 1:B:425:VAL:HG21 2.23 0.68
1:C:366:GLN:O 1:C:369:VAL:HG12 1.94 0.68
1:D:166:MET:HG2 1:D:171:ASN:HA 1.75 0.68
1:F:448:GLU:O 1:F:452:ARG:HD2 1.94 0.68
1:B:227:LEU:HD22 | 1:B:254:VAL:HG22 1.76 0.68
1:E:139:ASN:HD22 1:E:140:ASP:N 1.90 0.68
1:E:166:MET:HG2 1:E:171:ASN:HA 1.76 0.68
1:A:227.LEU:HD22 | 1:A:254:VAL:HG22 1.76 0.67
1:C:321:LYS:HB3 1:C:334:ASP:HB3 1.76 0.67
1:D:130:ALA:CB 1:D:425:VAL:HG21 2.23 0.67
1:C:227:LEU:HD22 | 1:C:254:VAL:HG22 1.77 0.67
1:C:139:ASN:HD22 1:C:140:ASP:N 1.91 0.67
1:F:227.:LEU:HD22 | 1:F:254:VAL:HG22 1.76 0.67
1:G:448:GLU:O 1:G:452:ARG:HD2 1.93 0.67
1:E:227:.LEU:HD22 | 1:E:254:VAL:HG22 1.76 0.67
1:D:321:LYS:HB3 1:D:334:ASP:HB3 1.77 0.67
1:D:366:GLN:O 1:D:369:VAL:HG12 1.94 0.67
1:F:366:GLN:O 1:F:369:VAL:HG12 1.93 0.67
1:A:132:LYS:HD3 1:A:502:ARG:HD3 1.76 0.67
1:D:227:LEU:HD22 | 1:D:254:VAL:HG22 1.77 0.67
1:E:130:ALA:HB2 1:E:425:VAL:HG21 1.77 0.67
1:G:366:GLN:O 1:G:369:VAL:HG12 1.93 0.66
1:A:7:LYS:HD2 1:A:66:PHE:CZ 2.29 0.66
1:B:166:MET:HG2 1:B:171:ASN:HA 1.76 0.66
1:G:132:LYS:HD3 1:G:502:ARG:HD3 1.77 0.66
1:A:166:MET:HG2 1:A:171:ASN:HA 1.76 0.66
1:C:166:MET:HG2 1:C:171:ASN:HA 1.75 0.66
1:C:183:MET:HG2 1:C:384:MET:SD 2.35 0.66
1:E:366:GLN:O 1:E:369:VAL:HG12 1.94 0.66
1:A:183:MET:HG2 1:A:384:MET:SD 2.36 0.66
1:B:366:GLN:O 1:B:369:VAL:HG12 1.95 0.66
1:F:231:GLN:NE2 1:F:231:GLN:H 1.94 0.66
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:G:321:LYS:HB3 1:G:334:ASP:HB3 1.76 0.66
1:B:321:LYS:HB3 1:B:334:ASP:HB3 1.78 0.66
1:F:130:ALA:HB2 1:F:425:VAL:HG21 1.77 0.66
1:B:448:GLU:O 1:B:452: ARG:HD2 1.96 0.66
1:D:183:MET:HG2 1:D:384:MET:SD 2.36 0.66
1:A:321:LYS:HB3 1:A:334:ASP:HB3 1.76 0.65
1:E:226:LYS:NZ 1:E:252:GLU:HB3 2.11 0.65
1:E:321:LYS:HB3 1:E:334:ASP:HB3 1.77 0.65
1:F:321:LYS:HB3 1:F:334:ASP:HB3 1.77 0.65
1:B:183:MET:HG2 1:B:384:MET:SD 2.37 0.65
1:D:226:LYS:NZ 1:D:252:GLU:HB3 2.12 0.65
1:F:219:TYR:HB2 1:F:247:LEU:HA 1.79 0.65
1:A:219:TYR:HB2 1:A:247:LEU:HA 1.78 0.65
1:D:130:ALA:HB2 | 1:D:425:VAL:HG21 1.79 0.65
1:D:231:GLN:H 1:D:231:GLN:NE2 1.94 0.65
1:B:130:ALA:HB2 | 1:B:425:VAL:HG21 1.78 0.65
1:B:231:GLN:NE2 1:B:231:GLN:H 1.95 0.65
1:G:231:GLN:H 1:G:231:GLN:NE2 1.94 0.65
1:C:226:LYS:NZ 1:C:252:GLU:HB3 2.12 0.65
1:E:448:GLU:O 1:E:452:ARG:HD2 1.97 0.65
1:C:130:ALA:HB2 | 1:C:425:VAL:HG21 1.78 0.65
1:E:231:GLN:H 1:E:231:GLN:NE2 1.95 0.65
1:F:132:LYS:HD3 1:F:502:ARG:HD3 1.78 0.65
1:C:231:GLN:H 1:C:231:GLN:NE2 1.95 0.65
1:G:36:ARG:HG2 1:G:36:ARG:NH1 2.10 0.65
1:A:231:GLN:H 1:A:231:GLN:NE2 1.95 0.64
1:B:128:VAL:HG13 1:B:502:ARG:CG 2.27 0.64
1:E:209:ASP:HB3 1:E:210:LYS:NZ 2.12 0.64
1:B:72:GLN:HE22 1:B:75:ARG:NH1 1.95 0.64
1:A:226:LYS:NZ 1:A:252:GLU:HB3 2.12 0.64
1:C:209:ASP:HB3 1:C:210:LYS:NZ 2.12 0.64
1:C:36:ARG:HG2 1:C:36:ARG:NH1 2.07 0.64
1:D:448:GLU:O 1:D:452:ARG:HD2 1.97 0.64
1:D:73:MET:CE 1:E:49:ILE:HD11 2.27 0.64
1:F:429:LEU:HD12 1:F:430:SER:H 1.62 0.64
1:G:77:VAL:HA 1:G:80:ARG:HD3 1.79 0.64
1:D:429:LEU:HD12 1:D:430:SER:H 1.63 0.64
1:E:183:MET:HG2 1:E:384:MET:SD 2.37 0.64
1:F:226:LYS:NZ 1:F:252:GLU:HB3 2.12 0.64
1:G:183:MET:HG2 1:G:384:MET:SD 2.36 0.64
1:A:77:VAL:HA 1:A:80:ARG:HD3 1.79 0.64
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:B:209:ASP:HB3 1:B:210:LYS:NZ 2.13 0.64
1:A:130:ALA:HB2 | 1:A:425:VAL:HG21 1.78 0.64
1:E:219:TYR:HB2 1:E:247:LEU:HA 1.78 0.64
1:B:226:LYS:NZ 1:B:252:GLU:HB3 2.12 0.64
1:D:132:LYS:HD3 1:D:502:ARG:HD3 1.78 0.64
1:G:130:ALA:HB2 | 1:G:425:VAL:HG21 1.79 0.64
1:G:209:ASP:HB3 1:G:210:LYS:NZ 2.13 0.64
1:A:36:ARG:HG2 1:A:36:ARG:NH1 2.05 0.64
1:B:219:TYR:HB2 1:B:247.LEU:HA 1.78 0.64
1:D:209:ASP:HB3 1:D:210:LYS:NZ 2.13 0.64
1:F:183:MET:HG2 1:F:384:MET:SD 2.38 0.64
1:G:250:VAL:HA 1:G:276:VAL:O 1.98 0.64
1:C:132:LYS:HD3 1:C:502:ARG:HD3 1.79 0.64
1:D:190:VAL:HG12 1:D:191:GLU:H 1.62 0.64
1:D:77:VAL:HA 1:D:80:ARG:HD3 1.78 0.64
1:G:219:TYR:HB2 1:G:247.LEU:HA 1.78 0.64
1:G:226:LYS:NZ 1:G:252:GLU:HB3 2.13 0.64
1:A:429:LEU:HD12 1:A:430:SER:H 1.64 0.63
1:D:219:TYR:HB2 1:D:247:LEU:HA 1.79 0.63
1:F:250: VAL:HA 1:F:276:VAL:O 1.98 0.63
1:F:77:VAL:HA 1:F:80:ARG:HD3 1.80 0.63
1:A:209:ASP:HB3 1:A:210:LYS:NZ 2.13 0.63
1:F:209:ASP:HB3 1:F:210:LYS:NZ 2.13 0.63
1:F:72:GLN:HE22 1:F:75:ARG:NH1 1.96 0.63
1:C:219:TYR:HB2 1:C:247:LEU:HA 1.79 0.63
1:E:77:VAL:HA 1:E:80:ARG:HD3 1.80 0.63
1:F:139:ASN:HD22 1:F:140:ASP:N 1.91 0.63
1:E:84:GLU:HG3 1:E:500: VAL:HG22 1.81 0.63
1:E:72:GLN:HE22 1:E:75:ARG:NH1 1.96 0.63
1:G:72:GLN:HE22 1:G:75:ARG:NH1 1.97 0.63
1:C:250:VAL:HA 1:C:276:VAL:O 1.98 0.63
1:G:128:VAL:HG13 1:G:502:ARG:CG 2.28 0.63
1:E:248:LEU:HA 1:E:274:ALA:HB3 1.81 0.63
1:A:250: VAL:HA 1:A:276:VAL:O 1.99 0.62
1:B:250:VAL:HA 1:B:276:VAL:O 1.98 0.62
1:D:250:VAL:HA 1:D:276:VAL:O 1.99 0.62
1:B:77:VAL:HA 1:B:80:ARG:HD3 1.79 0.62
1:C:429:LEU:HD12 1:C:430:SER:H 1.63 0.62
1:E:250:VAL:HA 1:E:276:VAL:O 1.98 0.62
1:F:138:VAL:HG12 | 1:F:407:VAL:HG12 1.81 0.62
1:C:72:GLN:HE22 1:C:75:ARG:NH1 1.97 0.62
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:E:128:VAL:HG13 1:E:502:ARG:CG 2.29 0.62
1:E:73:MET:CE 1:F:49:1ILE:HD11 2.30 0.62
1:A:176:THR:O 1:A:378:VAL:HG23 2.00 0.62
1:A:138:VAL:HG12 | 1:A:407:VAL:HG12 1.82 0.62
1:B:174:VAL:HG22 | 1:B:376:VAL:HG13 1.81 0.62
1:B:429:LEU:HD12 1:B:430:SER:H 1.64 0.62
1:B:176:THR:O 1:B:378:VAL:HG23 1.99 0.62
1:C:190: VAL:HG12 1:C:191:GLU:H 1.63 0.62
1:E:429:LEU:HD12 1:E:430:SER:H 1.65 0.62
1:F:248: LEU:HA 1:F:274:ALA:HB3 1.82 0.62
1:B:84:GLU:HG3 1:B:500:VAL:HG22 1.81 0.62
1:C:128:VAL:HG13 1:C:502:ARG:CG 2.28 0.62
1:C:176:THR:O 1:C:378:VAL:HG23 1.99 0.62
1:C:193:MET:HB2 | 1:C:295:LEU:HD22 1.82 0.62
1:E:174:VAL:HG22 | 1:E:376:VAL:HG13 1.82 0.62
1:F:36:ARG:NH1 1:F:36:ARG:HG2 2.07 0.62
1:D:174:VAL:HG22 | 1:D:376:VAL:HG13 1.82 0.62
1:E:132:LYS:HD3 1:E:502:ARG:HD3 1.79 0.62
1:C:73:MET:CE 1:D:49:ILE:HD11 2.30 0.62
1:F:84:GLU:HG3 1:F:500: VAL:HG22 1.82 0.62
1:F:176: THR:O 1:F:378:VAL:HG23 2.00 0.62
1:G:429:LEU:HD12 1:G:430:SER:H 1.63 0.62
1:A:525:LYS:HD2 1:A:526:PRO:HD2 1.82 0.61
1:D:248:LEU:HA 1:D:274:ALA:HB3 1.82 0.61
1:G:190:VAL:HG12 1:G:191:GLU:H 1.65 0.61
1:A:128:VAL:HG13 1:A:502:ARG:CG 2.29 0.61
1:B:477:PHE:HA 1:B:487:GLY:O 1.99 0.61
1:D:128:VAL:HG13 1:D:502:ARG:CG 2.29 0.61
1:A:174:VAL:HG22 | 1:A:376:VAL:HG13 1.82 0.61
1:B:138:VAL:HG12 | 1:B:407:VAL:HG12 1.83 0.61
1:B:248:LEU:HA 1:B:274:ALA:HB3 1.82 0.61
1:B:132:LYS:HD3 1:B:502:ARG:HD3 1.80 0.61
1:C:174:VAL:HG22 | 1:C:376:VAL:HG13 1.83 0.61
1:A:139:ASN:HD22 1:A:140:ASP:N 1.92 0.61
1:A:49:ILE:HD11 1:G:73:MET:CE 2.31 0.61
1:C:221:LEU:HD11 | 1:C:249:ILE:HG23 1.82 0.61
1:C:248:LEU:HA 1:C:274:ALA:HB3 1.82 0.61
1:C:77:VAL:HA 1:C:80:ARG:HD3 1.81 0.61
1:E:409:GLU:OE2 1:E:499:LYS:HG3 1.99 0.61
1:A:193:MET:HB2 | 1:A:295:LEU:HD22 1.82 0.61
1:B:221:LEU:HD11 | 1:B:249:1LE:HG23 1.82 0.61
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:F:525:LYS:HD2 1:F:526:PRO:HD?2 1.82 0.61
1:F:73:MET:CE 1:G:49:ILE:HD11 2.30 0.61
1:G:248:LEU:HA 1:G:274:ALA:HB3 1.82 0.61
1:A:248:LEU:HA 1:A:274:ALA:HB3 1.82 0.61
1:E:367:GLU:HG3 1:E:368:ARG:N 2.16 0.61
1:G:221:LEU:HD11 | 1:G:249:ILE:HG23 1.82 0.61
1:B:193:MET:HB2 | 1:B:295:LEU:HD22 1.82 0.61
1:E:525:LYS:HD2 1:E:526:PRO:HD?2 1.82 0.61
1:F:73:-MET:HE3 1:G:49:ILE:HD11 1.82 0.61
1:F:75:ARG:HG2 1:F:75:ARG:NH1 2.16 0.61
1:A:72:GLN:HE22 1:A:75:ARG:NH1 1.99 0.61
1:B:73:MET:HE3 1:C:49:ILE:HD11 1.82 0.61
1:D:525:LYS:HD2 1:D:526:PRO:HD?2 1.82 0.61
1:A:49:ILE:HD11 1:G:73:MET:HE3 1.82 0.61
1:G:193:MET:HB2 | 1:G:295:LEU:HD22 1.82 0.61
1:F:174:-VAL:HG22 | 1:F:376:VAL:HG13 1.84 0.60
1:G:525:LYS:HD2 1:G:526:PRO:HD2 1.83 0.60
1:D:176: THR.:O 1:D:378:VAL:HG23 2.01 0.60
1:D:193:MET:HB2 | 1:D:295:LEU:HD22 1.83 0.60
1:F:221:LEU:HD11 1:F:249:1LE:HG23 1.82 0.60
1:D:84:GLU:HG3 1:D:500:VAL:HG22 1.83 0.60
1:G:174:VAL:HG22 | 1:G:376:VAL:HG13 1.84 0.60
1:G:477.:PHE:HA 1:G:487:GLY:O 2.01 0.60
1:E:221:LEU:HD11 | 1:E:249:1LE:HG23 1.82 0.60
1:E:75:ARG:HG2 1:E:75:ARG:NH1 2.17 0.60
1:B:367:GLU:HG3 1:B:368:ARG:N 2.16 0.60
1:B:525:LYS:HD2 1:B:526:PRO:HD2 1.83 0.60
1.C:73:MET:HE3 1:D:49:ILE:HD11 1.81 0.60
1:F:128: VAL:HG13 1:F:502:ARG:CG 2.30 0.60
1:F:367:GLU:HG3 1:F:368:ARG:N 2.16 0.60
1:C:22:ILE:HG21 1:C:62:LEU:HD21 1.84 0.60
1:C:296:THR:O 1:C:336:ALA:HB3 2.02 0.60
1:G:367:GLU:HG3 1:G:368:ARG:N 2.16 0.60
1:C:367:GLU:HG3 1:C:368:ARG:N 2.16 0.60
1:C:138:VAL:HG12 | 1:C:407:VAL:HG12 1.83 0.60
1:E:176: THR:O 1:E:378:VAL:HG23 2.01 0.60
1:A:221:LEU:HD11 | 1:A:249:1LE:HG23 1.84 0.60
1:C:477.:PHE:HA 1:C:487:GLY:O 2.02 0.60
1:C:525:LYS:HD2 1:C:526:PRO:HD2 1.83 0.60
1:C:84:GLU:HG3 1:C:500: VAL:HG22 1.83 0.60
1:D:73:MET:-HE3 1:E:49:ILE:HD11 1.84 0.60
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:D:72:GLN:HE22 1:D:75:ARG:NH1 2.00 0.60
1:E:193:MET:HB2 | 1:E:295:LEU:HD22 1.82 0.60
1:F:477:PHE:HA 1:F:487:GLY:O 2.02 0.60
1:G:84:GLU:HG3 1:G:500:VAL:HG22 1.83 0.59
1:C:27:VAL:CG1 1:C:90: THR:HG23 2.32 0.59
1:B:73:MET:CE 1:C:49:ILE:HD11 2.32 0.59
1:F:296:THR:O 1:F:336:ALA:HB3 2.02 0.59
1:G:219:'TYR:H 1:G:247:LEU:HA 1.66 0.59
1:A:477:PHE:HA 1:A:487:GLY:O 2.02 0.59
1:C:352:GLN:O 1:C:356: THR:HG23 2.02 0.59
1:D:352:GLN:O 1:D:356: THR:HG23 2.02 0.59
1:F:193:MET:HB2 | 1:F:295:LEU:HD22 1.82 0.99
1:A:84:GLU:HG3 1:A:500: VAL:HG22 1.82 0.59
1:D:296: THR:O 1:D:336:ALA:HB3 2.02 0.59
1:D:367:GLU:HG3 1:D:368:ARG:N 2.16 0.59
1:A:73:MET:HE3 1:B:49:1LE:HD11 1.83 0.59
1:C:219:TYR:H 1:C:247:LEU:HA 1.66 0.59
1:D:219:TYR:H 1:D:247:LEU:HA 1.67 0.59
1:E:73:MET:-HE3 1:F:49:.ILE:HD11 1.84 0.59
1:G:138:VAL:HG12 | 1:G:407:VAL:HG12 1.85 0.59
1:A:296: THR:O 1:A:336:ALA:HB3 2.02 0.59
1:A:367:GLU:HG3 1:A:368:ARG:N 2.16 0.59
1:D:27:VAL:CG1 1:D:90: THR:HG23 2.33 0.59
1:F:219:TYR:H 1:F:247:LEU:HA 1.67 0.59
1:A:219:'TYR:H 1:A:247.LEU:HA 1.67 0.59
1:B:71:ALA:O 1:B:75:ARG:HB3 2.02 0.59
1:C:158:ILE:HG23 | 1:C:396:VAL:HG22 1.84 0.59
1:F:352:GLN:O 1:F:356: THR:HG23 2.03 0.59
1:G:296:THR:O 1:G:336:ALA:HB3 2.03 0.59
1:B:77:VAL:HG12 1:B:78:ALA:N 2.18 0.59
1:E:352:GLN:O 1:E:356: THR:HG23 2.03 0.59
1:A:394:ASP:O 1:A:398:ASP:HB2 2.03 0.59
1:B:296: THR:O 1:B:336:ALA:HB3 2.03 0.59
1:D:221:LEU:HD11 | 1:D:249:ILE:HG23 1.83 0.99
1:E:27:VAL:CG1 1:E:90:THR:HG23 2.33 0.59
1:F:483: THR:0G1 1:F:485:GLU:HG2 2.03 0.59
1:E:219:TYR:H 1:E:247:LEU:HA 1.66 0.59
1:E:477:PHE:HA 1:E:487:GLY:O 2.03 0.59
1:D:158:ILE:HG23 | 1:D:396:VAL:HG22 1.85 0.58
1:F:411:ILE:CD1 1:F:490:PHE:HE1 2.16 0.58
1:B:219:TYR:H 1:B:247:LEU:HA 1.66 0.58
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:190:VAL:HG12 1:E:191:GLU:H 1.67 0.58
1:G:353:ILE:HG12 1:G:365:LEU:HB3 1.85 0.58
1:A:168:ARG:HG2 | 1:A:189:VAL:HG21 1.86 0.58
1:D:77:VAL:HG12 1:D:78:ALA:N 2.17 0.58
1:G:394:ASP:O 1:G:398:ASP:HB2 2.03 0.58
1:D:394:ASP:O 1:D:398:ASP:HB2 2.03 0.58
1:G:352:GLN:O 1:G:356: THR:HG23 2.03 0.58
1:C:483: THR:OG1 1:C:485:GLU:HG2 2.03 0.58
1:C:394:ASP:O 1:C:398:ASP:HB2 2.03 0.58
1:E:296: THR.:O 1:E:336:ALA:HB3 2.03 0.58
1:G:483: THR:OG1 1:G:485:GLU:HG2 2.04 0.58
1:A:353:ILE:HG12 1:A:365:LEU:HB3 1.86 0.58
1:F:168:ARG:HG2 | 1:F:189:VAL:HG21 1.86 0.58
1:F:353:ILE:HG12 1:F:365:LEU:HB3 1.85 0.58
1:G:27:VAL:CG1 1:G:90: THR:HG23 2.32 0.58
1:B:25:ASP:HA 1:B:28:LYS:HD?2 1.86 0.58
1:D:22:1ILE:HG21 1:D:62:LEU:HD21 1.86 0.58
1:G:71:ALA:O 1:G:75:ARG:HB3 2.04 0.58
1:D:477:PHE:HA 1:D:487:GLY:O 2.04 0.58
1:A:483:THR:0G1 1:A:485:GLU:HG2 2.04 0.58
1:A:19:GLY:HA3 1:A:67:GLU:O 2.04 0.58
1:C:77:VAL:HG12 1:C:78:ALA:N 2.18 0.58
1:E:138:VAL:HG12 | 1:E:407:VAL:HG12 1.85 0.58
1:G:365:LEU:O 1:G:368:ARG:HG3 2.04 0.58
1:G:176: THR:O 1:G:378:VAL:HG23 2.04 0.58
1:A:488:ASP:0OD1 1:A:490:PHE:HB2 2.04 0.57
1:B:158:ILE:HG23 | 1:B:396:VAL:HG22 1.84 0.57
1:B:27:VAL:CG1 1:B:90: THR:HG23 2.33 0.57
1:A:352:GLN:O 1:A:356: THR:HG23 2.03 0.57
1:B:394:ASP:O 1:B:398:ASP:HB2 2.04 0.57
1:B:468:LYS:HD3 1:B:486: TYR:CZ 2.39 0.57
1:B:168:ARG:HG2 | 1:B:189:VAL:HG21 1.87 0.57
1:B:352:GLN:O 1:B:356: THR:HG23 2.03 0.57
1:B:353:ILE:HG12 1:B:365:LEU:HB3 1.85 0.57
1:B:75:ARG:HG2 1:B:75:ARG:NH1 2.19 0.57
1:D:138:VAL:HG12 | 1:D:407:VAL:HG12 1.86 0.57
1:F:77:-VAL:HG12 1:F:78:ALA:N 2.19 0.57
1:G:158:ILE:HG23 | 1:G:396:VAL:HG22 1.85 0.57
1:G:25:ASP:HA 1:G:28:LYS:HD?2 1.86 0.57
1:E:36:ARG:HG2 1:E:36:ARG:NH1 2.08 0.57
1:F:158:ILE:HG23 | 1:F:396:VAL:HG22 1.85 0.57
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:488:ASP:0OD1 1:F:490:PHE:HB2 2.04 0.57
1:G:75:ARG:NH1 1:G:75:ARG:HG2 2.18 0.57
1:C:168:ARG:HG2 | 1:C:189:VAL:HG21 1.86 0.57
1:C:411:1LE:CD1 1:C:490:PHE:HE1 2.16 0.57
1:D:502:ARG:O 1:D:506:GLU:HG3 2.04 0.57
1:F:75:ARG:HH11 1:F:75:ARG:HG2 1.68 0.57
1:A:365:LEU:O 1:A:368:ARG:HG3 2.05 0.57
1:E:353:ILE:HG12 1:E:365:LEU:HB3 1.86 0.57
1:F:468:LYS:HD3 1:F:486: TYR:CZ 2.40 0.57
1:B:409:GLU:OE2 1:B:499:LYS:HG3 2.05 0.57
1:C:226:LYS:HZ1 1:C:252:GLU:HB3 1.69 0.57
1:A:75:ARG:HG2 1:A:75:ARG:NH1 2.20 0.57
1:B:483: THR:O0G1 1:B:485:GLU:HG2 2.05 0.57
1:F:71:ALA:O 1:F:75:ARG:HB3 2.05 0.57
1:A:59:GLU:O 1:G:4:LYS:HD2 2.05 0.57
1:C:245:LYS:NZ 1:C:319:ARG:HH21 2.03 0.57
1:E:168:ARG:HG2 | 1:E:189:VAL:HG21 1.87 0.57
1:E:365:LEU:O 1:E:368:ARG:HG3 2.05 0.57
1:E:75:ARG:HG2 1:E:75:ARG:HH11 1.67 0.57
1:G:168:ARG:HG2 | 1:G:189:VAL:HG21 1.87 0.57
1:B:190:VAL:HG12 1:B:191:GLU:H 1.68 0.57
1:B:451:MET:HE1 1:B:466:ALA:HA 1.87 0.57
1:G:77:VAL:HG12 1:G:78:ALA:N 2.18 0.57
1:A:31:LEU:HD13 1:A:90:THR:CG2 2.35 0.56
1:F:365:LEU:O 1:F:368:ARG:HG3 2.05 0.56
1:F:394:ASP:O 1:F:398:ASP:HB2 2.05 0.56
1:A:27:VAL:CG1 1:A:90:THR:HG23 2.35 0.56
1:A:71:ALA:O 1:A:75:ARG:HB3 2.05 0.56
1:C:353:ILE:HG12 1:C:365:LEU:HB3 1.85 0.56
1:D:168:ARG:HG2 | 1:D:189:VAL:HG21 1.87 0.56
1:D:483: THR:OG1 1:D:485:GLU:HG2 2.04 0.56
1:E:22:ILE:HG21 1:E:62:LEU:HD21 1.87 0.56
1:E:394:ASP:O 1:E:398:ASP:HB2 2.05 0.56
1:E:71:ALA:O 1:E:75:ARG:HB3 2.05 0.56
1:G:468:LYS:HD3 1:G:486:TYR:CZ 2.41 0.56
1:G:502:ARG:O 1:G:506:GLU:HG3 2.05 0.56
1:A:158:ILE:HG23 | 1:A:396:VAL:HG22 1.85 0.56
1:B:365:LEU:O 1:B:368:ARG:HG3 2.05 0.56
1:B:479:PHE:N 1:B:489:MET:HE1 2.20 0.56
1:B:81:THR:HG23 | 1:B:503: THR:HG22 1.87 0.56
1:C:468:LYS:HD3 1:C:486: TYR:CZ 2.40 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:D:353:ILE:HG12 1:D:365:LEU:HB3 1.85 0.56
1:E:245:LYS:NZ 1:E:319:ARG:HH21 2.04 0.56
1:A:22:ILE:HG21 1:A:62:LEU:HD21 1.87 0.56
1:C:31:LEU:HD13 1:C:90: THR..CG2 2.36 0.56
1:D:468:LYS:HD3 1:D:486:TYR:CZ 2.40 0.56
1:F:245:LYS:NZ 1:F:319:ARG:HH21 2.03 0.56
1:G:19:GLY:HA3 1:G:67:GLU:O 2.06 0.56
1:A:77:VAL:HG12 1:A:78:ALA:N 2.19 0.56
1:C:75:ARG:HG2 1:C:75:ARG:NH1 2.20 0.56
1:D:81:THR:HG23 | 1:D:503: THR:HG22 1.88 0.56
1:E:411:ILE:CD1 1:E:490:PHE:HE1 2.19 0.56
1:G:13:ARG:HD3 | 1:G:104:LEU:HD22 1.88 0.56
1:A:209:ASP:HB3 1:A:210:LYS:HZ1 1.71 0.56
1:B:226:LYS:HZ1 1:B:252:GLU:HB3 1.69 0.56
1:B:393:LYS:O 1:B:397:ASP:HB2 2.05 0.56
1:D:411:ILE:CD1 1:D:490:PHE:HE1 2.19 0.56
1:D:4:LYS:HD?2 1:E:59:GLU:O 2.06 0.56
1:F:25:ASP:HA 1:F:28:LYS:HD2 1.88 0.56
1:A:245:LYS:NZ 1:A:319:ARG:HH21 2.04 0.56
1:A:411:ILE:CD1 1:A:490:PHE:HE1 2.19 0.56
1:D:488:ASP:OD1 1:D:490:PHE:HB2 2.06 0.56
1:F:28:LYS:HG3 1:F:453:GLN:OE1 2.06 0.56
1:G:400:LEU:HG 1:G:400:LEU:O 2.06 0.56
1:A:393:LYS:O 1:A:397:ASP:HB2 2.06 0.56
1:A:81:THR:HG23 | 1:A:503:THR:HG22 1.88 0.56
1:D:25:ASP:HA 1:D:28:LYS:HD2 1.88 0.56
1:E:483: THR:OG1 1:E:485:GLU:HG2 2.05 0.56
1:G:245:LYS:NZ 1:G:319:ARG:HH21 2.04 0.56
1:A:468:LYS:HD3 1:A:486:TYR:CZ 2.40 0.56
1:B:245:LYS:NZ 1:B:319:ARG:HH21 2.04 0.56
1:C:200:LEU:HD23 1:C:275:ALA:O 2.06 0.56
1:C:71:ALA:O 1:C:75:ARG:HB3 2.06 0.56
1:E:209:ASP:HB3 1:E:210:LYS:HZ1 1.70 0.56
1:G:75:ARG:HH11 1:G:75:ARG:HG2 1.69 0.56
1:B:488:ASP:OD1 1:B:490:PHE:HB2 2.05 0.56
1:C:393:LYS:O 1:C:397:ASP:HB2 2.06 0.56
1:D:71:ALA:O 1:D:75:ARG:HB3 2.06 0.56
1:E:158:ILE:HG23 | 1:E:396:VAL:HG22 1.87 0.56
1:F:27:VAL:CG1 1:F:90: THR:HG23 2.35 0.56
1:D:13:ARG:HD3 1:D:104:LEU:HD22 1.88 0.55
1:E:13:ARG:HD3 1:E:104:LEU:HD22 1.88 0.55
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Atom-1 Atom-2 distance (A) | overlap (A)
1:F:19:GLY:HA3 1:F:67:GLU:O 2.06 0.55
1:B:75:ARG:HG2 1:B:75:ARG:HH11 1.71 0.55
1:C:25:ASP:HA 1:C:28:LYS:HD?2 1.88 0.55
1:C:19:GLY:HA3 1:C:67:GLU:O 2.06 0.55
1:E:25:ASP:HA 1:E:28:LYS:HD2 1.89 0.55
1:A:25:ASP:HA 1:A:28:LYS:HD2 1.88 0.55
1:A:69:MET:HG2 1:B:47:PRO:HB3 1.88 0.55
1:D:365:LEU:O 1:D:368:ARG:HG3 2.05 0.55
1:E:488:ASP:0OD1 1:E:490:PHE:HB2 2.05 0.55
1:E:77:VAL:HG12 1:E:78:ALA:N 2.19 0.55
1:F:393:LYS:O 1:F:397:ASP:HB2 2.06 0.55
1:F:31:LEU:HD13 1:F:90: THR:CG2 2.36 0.55
1:G:393:LYS:O 1:G:397:ASP:HB2 2.06 0.55
1:B:19:GLY:HA3 1:B:67:GLU:O 2.06 0.55
1:C:488:ASP:0OD1 1:C:490:PHE:HB2 2.05 0.55
1:D:245:LYS:NZ 1:D:319:ARG:HH?21 2.04 0.55
1:D:393:LYS:O 1:D:397:ASP:HB2 2.07 0.55
1:F:502:ARG:O 1:F:506:GLU:HG3 2.06 0.55
1:G:488:ASP:OD1 1:G:490:PHE:HB2 2.07 0.55
1:A:200:LEU:HD23 1:A:275:ALA:O 2.07 0.55
1:B:342:ILE:O 1:B:346:VAL:HG23 2.06 0.55
1:B:22:ILE:HG21 1:B:62:LEU:HD21 1.89 0.55
1:C:349:ILE:HG21 1:C:369:VAL:HB 1.89 0.55
1:E:226:LYS:HG2 1:E:252:GLU:CB 2.37 0.55
1:E:342:ILE:O 1:E:346:VAL:HG23 2.07 0.55
1:F:227.LEU:HB3 1:F:254:VAL:HG13 1.89 0.55
1:F:400:LEU:HG 1:}F:400:LEU:O 2.07 0.55
1:G:200:LEU:HD23 1:G:275:ALA:O 2.07 0.55
1:G:411:ILE:CD1 1:G:490:PHE:HE1 2.20 0.55
1:B:200:LEU:HD23 1:B:275:ALA:O 2.07 0.55
1:B:502:ARG:O 1:B:506:GLU:HG3 2.06 0.55
1:E:393:LYS:O 1:E:397:ASP:HB2 2.06 0.55
1:A:227:LEU:HB3 | 1:A:254:VAL:HG13 1.88 0.55
1:B:411:1LE:CD1 1:B:490:PHE:HE1 2.20 0.55
1:F:342:ILE:O 1:F:346:VAL:HG23 2.07 0.55
1:A:13:ARG:HD3 1:A:104:LEU:HD22 1.89 0.55
1:C:5:GLU:HG3 1:C:525:LYS:HD3 1.88 0.55
1:C:75:ARG:HG2 1:C:75:ARG:HH11 1.72 0.55
1:E:468:LYS:HD3 1:E:486:TYR:CZ 2.42 0.55
1:F:30: THR:HB 1:F:51:LYS:O 2.06 0.55
1:G:2:ALA:O 1:G:4:LYS:HG2 2.07 0.55
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Atom-1 Atom-2 distance (A) | overlap (A)

1:A:28:LYS:HG3 1:A:453:GLN:OFE1 2.06 0.55
1:A:342:ILE:O 1:A:346:VAL:HG23 2.06 0.55
1:D:342:1LE:O 1:D:346:VAL:HG23 2.07 0.55
1:F:413:VAL:CG1 1:F:489:MET:HB3 2.37 0.55
1:G:227:LEU:HB3 | 1:G:254:VAL:HG13 1.89 0.55
1:A:502:ARG:O 1:A:506:GLU:HG3 2.06 0.54
1:A:31:LEU:HD13 1:A:90:THR:HG21 1.88 0.54
1:B:31:LEU:HD13 1:B:90: THR:CG2 2.37 0.54
1:B:441:ALA:O 1:B:445:ARG:HD3 2.07 0.54
1:D:349:ILE:HG21 1:D:369:VAL:HB 1.89 0.54
1:E:413:VAL:CG1 1:E:489:MET:HB3 2.37 0.54
1:E:81:THR:HG23 | 1:E:503:THR:HG22 1.90 0.54
1:E:4:LYS:HD?2 1:F:59:GLU:O 2.07 0.54
1:G:31:LEU:HD13 1:G:90: THR:HG21 1.89 0.54
1:G:460:VAL:HG21 1:G:479:PHE:HZ 1.73 0.54
1:A:5:GLU:HG3 1:A:525:LYS:HD3 1.88 0.54
1:A:24:ALA:HB3 1:A:97:GLN:NE2 2.23 0.54
1:C:365:LEU:O 1:C:368:ARG:HG3 2.06 0.54
1:C:179:GLU:HA 1:C:381:VAL:HG23 1.90 0.54
1:G:342:ILE:O 1:G:346:VAL:HG23 2.07 0.54
1:E:200:LEU:HD23 1:E:275:ALA:O 2.07 0.54
1:F:22:ILE:HG21 1:F:62:LEU:HD21 1.89 0.54
1:G:31:LEU:HD13 1:G:90: THR:CG2 2.37 0.54
1:D:179:GLU:HA 1:D:381:VAL:HG23 1.90 0.54
1:F:31:LEU:HD13 1:F:90: THR:HG21 1.89 0.54
1:G:192:GLY:HA2 | 1:G:295:LEU:HD21 1.90 0.54
1:A:226:LYS:HG2 1:A:252:GLU:CB 2.38 0.54
1:B:349:ILE:HG21 1:B:369:VAL:HB 1.90 0.54
1:C:502:ARG:O 1:C:506:GLU:HG3 2.06 0.54
1:D:200:LEU:HD23 1:D:275:ALA:O 2.08 0.54
1:B:5:GLU:HG3 1:B:525:LYS:HD3 1.88 0.54
1:C:226:LYS:HG2 1:C:252:GLU:CB 2.38 0.54
1:C:451:MET:HE1 1:C:466:ALA:HA 1.90 0.54
1:C:460:VAL:HG21 1:C:479:PHE:HZ 1.72 0.54
1:C:31:LEU:HD13 1:C:90: THR:HG21 1.89 0.54
1:D:5:GLU:HG3 1:D:525:LYS:HD3 1.89 0.54
1:E:5:GLU:HG3 1:E:525:LYS:HD3 1.88 0.54
1:F:179:GLU:HA 1:F:381:VAL:HG23 1.90 0.54
1:F:452:ARG:O 1:F:456:GLU:HG2 2.08 0.54
1:G:413:VAL:CG1 1:G:489:MET:HB3 2.38 0.54
1:B:383:GLY:N 1:B:389:VAL:HG22 2.23 0.54
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:C:28:LYS:HG3 1:C:453:GLN:OE1 2.07 0.54
1:E:227:LEU:HB3 1:E:254:VAL:HG13 1.89 0.54
1:F:226:LYS:HG2 1:F:252:GLU:CB 2.38 0.54
1:F:2:ALA:O 1:F:4:LYS:HG2 2.08 0.54
1:A:383:GLY:N 1:A:389:VAL:HG22 2.23 0.54
1:C:342:ILE:O 1:C:346:VAL:HG23 2.07 0.54
1:E:349:ILE:HG21 1:E:369:VAL:HB 1.90 0.54
1:F:200:LEU:HD23 1:F:275:ALA:O 2.08 0.54
1:G:349:ILE:HG21 1:G:369:VAL:HB 1.90 0.54
1:E:2:ALA:O 1:E:4:LYS:HG2 2.07 0.54
1:E:400:LEU:O 1:E:400:LEU:HG 2.07 0.54
1:F:383:GLY:N 1:F:389:VAL:HG22 2.23 0.54
1:F:81:THR:HG23 | 1:F:503:THR:HG22 1.90 0.54
1:G:5:GLU:HG3 1:G:525:LYS:HD3 1.89 0.54
1:D:31:LEU:HD13 1:D:90: THR:CG2 2.38 0.54
1:B:13:ARG:HD3 1:B:104:LEU:HD22 1.90 0.53
1:B:179:GLU:HA 1:B:381:VAL:HG23 1.90 0.53
1:C:250:VAL:HG12 1:C:278:ALA:HA 1.90 0.53
1:D:75:ARG:HG2 1:D:75:ARG:NH1 2.23 0.53
1:E:460:VAL:HG21 1:E:479:PHE:HZ 1.73 0.53
1:G:179:GLU:HA 1:G:381:VAL:HG23 1.90 0.53
1:G:441:ALA:O 1:G:445:ARG:HD3 2.07 0.53
1:G:479:PHE:N 1:G:489:MET:HE1 2.23 0.53
1:D:250:VAL:HG12 1:D:278:ALA:HA 1.90 0.53
1:F:349:ILE:HG21 1:F:369:VAL:HB 1.90 0.53
1:F:5:GLU:HG3 1:F:525:LYS:HD3 1.89 0.53
1:C:178:GLU:O 1:C:381:VAL:HG22 2.08 0.53
1:C:383:GLY:N 1:C:389:VAL:HG22 2.23 0.53
1:C:400:LEU:HG 1:C:400:LEU:O 2.07 0.53
1:C:81:THR:HG23 | 1:C:503: THR:HG22 1.90 0.53
1:E:179:GLU:HA 1:E:381:VAL:HG23 1.90 0.53
1:F:190: VAL:HG12 1:F:191:GLU:H 1.72 0.53
1:A:349:ILE:HG21 1:A:369:VAL:HB 1.89 0.53
1:A:413:VAL:CG1 1:A:489:MET:HB3 2.38 0.53
1:B:250:VAL:HG12 1:B:278:ALA:HA 1.90 0.53
1:A:75:ARG:HH11 1:A:75:ARG:HG2 1.73 0.53
1:B:226:LYS:HG2 1:B:252:GLU:CB 2.38 0.53
1:G:183:MET:HB3 | 1:G:384:MET:HE1 1.90 0.53
1:A:192:GLY:HA2 | 1:A:295:LEU:HD21 1.91 0.53
1:B:227:LEU:HB3 1:B:254:VAL:HG13 1.89 0.53
1:C:192:GLY:HA2 | 1:C:295:LEU:HD21 1.90 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:222:.LEU:HB2 | 1:C:289:LEU:HD22 1.91 0.53
1:C:66:PHE:HA 1:C:69:MET:HE2 1.91 0.53
1:D:226:LYS:HG2 1:D:252:GLU:CB 2.38 0.53
1:E:24:ALA:HB3 1:E:97:GLN:NE2 2.23 0.53
1:E:451:MET:HE1 1:E:466:ALA:HA 1.90 0.53
1:G:81:THR:HG23 | 1:G:503: THR:HG22 1.91 0.53
1:A:197:ARG:NH1 1:A:277:LYS:HG2 2.23 0.53
1:B:222:LEU:HB2 1:B:289:LEU:HD22 1.91 0.53
1:C:413:VAL:CG1 1:C:489:MET:HB3 2.37 0.53
1:F:192:GLY:HA2 1:F:295:LEU:HD21 1.90 0.53
1:A:2:ALA:O 1:A:4:.LYS:HG2 2.09 0.53
1:B:139:ASN:ND2 1:B:139:ASN:H 2.07 0.53
1:B:400:LEU:O 1:B:400:LEU:HG 2.07 0.53
1:C:227:LEU:HB3 | 1:C:254:VAL:HG13 1.89 0.53
1:D:400:LEU:O 1:D:400:LEU:HG 2.07 0.53
1:F:209:ASP:HB3 1:F:210:LYS:HZ1 1.73 0.53
1:A:66:PHE:HA 1:A:69:MET:HE2 1.91 0.53
1:D:178:GLU:O 1:D:381:VAL:HG22 2.09 0.53
1:D:227:LEU:HB3 | 1:D:254:VAL:HG13 1.89 0.93
1:E:502:ARG:O 1:E:506:GLU:HG3 2.09 0.53
1:F:24:ALA:HB3 1:F:97:GLN:NE2 2.24 0.53
1:F:103:GLY:HA3 1:F:516:ILE:HD11 1.91 0.53
1:G:178:GLU:O 1:G:381:VAL:HG22 2.09 0.53
1:G:24:ALA:HB3 1:G:97:GLN:NE2 2.24 0.53
1:A:179:GLU:HA 1:A:381:VAL:HG23 1.91 0.53
1:B:178:GLU:O 1:B:381:VAL:HG22 2.09 0.53
1:B:460:VAL:HG21 1:B:479:PHE:HZ 1.74 0.53
1:D:441:ALA:O 1:D:445:ARG:HD3 2.09 0.53
1:D:452:ARG:O 1:D:456:GLU:HG2 2.09 0.53
1:F:178:GLU:O 1:F:381:VAL:HG22 2.09 0.53
1:G:30:THR:HB 1:G:51:LYS:O 2.09 0.53
1:A:190:VAL:HG12 1:A:191:GLU:H 1.73 0.52
1:A:479:PHE:N 1:A:489:MET:HE1 2.24 0.52
1:C:139:ASN:H 1:C:139:ASN:ND2 2.08 0.52
1:C:452:ARG:O 1:C:456:GLU:HG2 2.09 0.52
1:E:479:PHE:N 1:E:489:MET:HE1 2.24 0.52
1:A:250:VAL:HG12 1:A:278:ALA:HA 1.90 0.52
1:B:192:GLY:HA2 | 1:B:295:LEU:HD21 1.91 0.52
1:C:460:VAL:HG21 1:C:479:PHE:CZ 2.45 0.52
1:D:2:ALA:O 1:D:4:LYS:HG2 2.08 0.52
1:E:383:GLY:N 1:E:389:VAL:HG22 2.23 0.52
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Atom-1 Atom-2 distance (A) | overlap (A)
1:F:317:LEU.HG 1:F:318:GLY:N 2.24 0.52
1:G:139:ASN:ND2 1:G:139:ASN:H 2.06 0.52
1:G:383:GLY:N 1:G:389:VAL:HG22 2.25 0.52
1:E:250:VAL:HG12 1:E:278:ALA:HA 1.89 0.52
1:A:421:GLN:O 1:A:424:LYS:HB2 2.09 0.52
1:A:460:VAL:HG21 1:A:479:PHE:HZ 1.73 0.52
1:B:66:PHE:HA 1:B:69:MET:HE?2 1.92 0.52
1:E:19:GLY:HA3 1:E:67:GLU:O 2.09 0.52
1:F:13:ARG:HD3 1:F:104:LEU:HD22 1.91 0.52
1:F:426:LEU:HB2 1:F:444:ARG:HD2 1.91 0.52
1:A:18:LYS:HB3 1:A:67:GLU:HG2 1.92 0.52
1:C:426:LEU:HB2 1:C:444:ARG:HD2 1.91 0.52
1:D:31:LEU:HD13 1:D:90:THR:HG21 1.91 0.52
1:D:413:VAL:CG1 1:D:489:MET:HB3 2.38 0.52
1:D:30: THR:HB 1:D:51:LYS:O 2.09 0.52
1:D:86:GLY:C 1:D:88:GLY:H 2.13 0.52
1:E:139:ASN:H 1:E:139:ASN:ND2 2.07 0.52
1:E:317:.LEU:HG 1:E:318:GLY:N 2.25 0.52
1:F:460: VAL:HG21 1:F:479.PHE:HZ 1.73 0.52
1:A:47:PRO:HB3 1:G:69:MET:HG2 1.91 0.52
1:A:222:LEU:HB2 | 1:A:289:LEU:HD22 1.91 0.52
1:A:441:ALA:O 1:A:445:ARG:HD3 2.09 0.52
1:A:30: THR:HB 1:A:51:LYS:O 2.10 0.52
1:B:317.LEU:HG 1:B:318:GLY:N 2.25 0.52
1:B:413:VAL:CG1 1:B:489:MET:HB3 2.38 0.52
1:D:139:ASN:H 1:D:139:ASN:ND2 2.08 0.52
1:C:4:LYS:HD2 1:D:59:GLU:O 2.08 0.52
1:D:7:LYS:HD?2 1:D:66:PHE:CE1 2.45 0.52
1:E:197:ARG:NH1 1:E:277:LYS:HG2 2.24 0.52
1:E:365:LEU:HD11 | 1:E:368:ARG:HH21 1.75 0.52
1:F:222:.LEU:HB2 1:F:289:.LEU:HD22 1.91 0.52
1:G:365:LEU:HD11 | 1:G:368:ARG:HH21 1.75 0.52
1:G:66:PHE:HA 1:G:69:MET:CE 2.40 0.52
1:B:2:ALA:O 1:B:4:LYS:HG2 2.09 0.52
1:D:185:THR:HA 1:D:380:ARG:O 2.10 0.52
1:D:192:GLY:HA2 | 1:D:295:LEU:HD21 1.91 0.52
1:D:383:GLY:N 1:D:389:VAL:HG22 2.24 0.52
1:E:433:ASN:N 1:E:433:ASN:OD1 2.42 0.52
1:E:31:LEU:HD13 1:E:90:THR:CG2 2.40 0.52
1:G:250:VAL:HG12 1:G:278:ALA:HA 1.90 0.52
1:B:30:THR:HB 1:B:51:LYS:O 2.09 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:441:ALA:O 1:C:445:ARG:HD3 2.10 0.52
1:D:460:VAL:HG21 1:D:479:PHE:HZ 1.74 0.52
1:D:69:MET:HG2 1:E:47:PRO:HB3 1.91 0.52
1:E:192:GLY:HA2 | 1:E:295:.LEU:HD21 1.91 0.52
1:E:421:GLN:O 1:E:424:1L.YS:HB2 2.10 0.52
1:F:477:PHE:CE1 1:F:486:TYR:HB3 2.45 0.52
1:G:86:GLY:C 1:G:88:GLY:H 2.14 0.52
1:A:66:PHE:HA 1:A:69:MET:CE 2.40 0.52
1:B:86:GLY:C 1:B:88:GLY:H 2.13 0.52
1:D:66:PHE:HA 1:D:69:-MET:HE2 1.92 0.52
1:E:452:ARG:O 1:E:456:GLU:HG2 2.10 0.52
1:G:7:LYS:HD2 1:G:66:PHE:CE1 2.44 0.52
1:B:365:LEU:HD11 | 1:B:368:ARG:HH21 1.75 0.52
1:D:222:LEU:HB2 | 1:D:289:LEU:HD?22 1.91 0.52
1:E:185:THR:HA 1:E:380:ARG:O 2.10 0.52
1:E:365:LEU:HG 1:E:368:ARG:HE 1.75 0.52
1:E:31:LEU:HD13 1:E:90: THR:HG21 1.91 0.52
1:B:103:GLY:HA3 1:B:516:ILE:HD11 1.91 0.51
1:B:31:LEU:HD13 1:B:90: THR:HG21 1.90 0.51
1:C:30:THR:HB 1:C:51:LYS:O 2.09 0.51
1:E:138:VAL:O 1:E:138:VAL:HG12 2.09 0.51
1:E:169:VAL:CG2 1:E:377:ALA:HB2 2.41 0.51
1:F:185: THR:HA 1:F:380:ARG:O 2.10 0.51
1:F:365:LEU:HG 1:F:368:ARG:HE 1.76 0.51
1:G:452:ARG:O 1:G:456:GLU:HG2 2.10 0.51
1:F:4:LYS:HD2 1:G:59:GLU:O 2.10 0.51
1:G:22:ILE:HG21 1:G:62:LEU:HD21 1.91 0.51
1:A:365:LEU:HG 1:A:368:ARG:HE 1.76 0.51
1:C:13:ARG:HD3 1:C:104:LEU:HD22 1.93 0.51
1:C:421:GLN:O 1:C:424:1.YS:HB2 2.10 0.51
1:E:460:VAL:HG21 1:E:479:PHE:CZ 2.45 0.51
1:G:220:ILE:HG23 | 1:G:248:LEU:HD22 1.92 0.51
1:G:197:ARG:NH1 1:G:277:LYS:HG2 2.24 0.51
1:G:322:LYS:HB3 1:G:333:VAL:CG2 2.39 0.51
1:A:185:THR:HA 1:A:380:ARG:O 2.10 0.51
1:A:460:VAL:HG21 1:A:479:PHE:.CZ 2.45 0.51
1:C:317.LEU:HG 1:C:318:GLY:N 2.25 0.51
1:C:7:LYS:HD2 1:C:66:PHE:CE1 2.45 0.51
1:D:220:ILE:HG23 | 1:D:248:LEU:HD22 1.93 0.51
1:E:220:ILE:HG23 | 1:E:248:LEU:HD22 1.93 0.51
1:E:222:LEU:HB?2 1:E:289:LEU:HD22 1.91 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)

1:E:28:LYS:HG3 1:E:453:GLN:OE1 2.11 0.51
1:E:66:PHE:HA 1:E:69:MET:CE 2.41 0.51
1:F:197:ARG:NH1 1:F:277:LYS:HG2 2.24 0.51
1:G:226:LYS:HG2 1:G:252:GLU:CB 2.38 0.51
1:G:222:LEU:HB2 | 1:G:289:LEU:HD22 1.91 0.51
1:G:317:LEU:HG 1:G:318:GLY:N 2.25 0.51
1:B:24:ALA:HB3 1:B:97:GLN:NE2 2.26 0.51
1:C:86:GLY:C 1:C:88:GLY:H 2.14 0.51
1:D:28:LYS:HG3 1:D:453:GLN:OFE1 2.11 0.51
1:F:322:LYS:HB3 1:F:333: VAL:CG2 2.38 0.51
1:F:479:PHE:N 1:F:489:MET:HE1 2.25 0.51
1:B:452:ARG:O 1:B:456:GLU:HG2 2.11 0.51
1:B:468:LYS:HD3 1:B:486: TYR:CE1 2.46 0.51
1:C:6:VAL:HG22 1:C:522:1LE:HG12 1.92 0.51
1:D:451:MET:HE1 1:D:466:ALA:HA 1.92 0.51
1:D:468:LYS:HD3 1:D:486:TYR:CE1 2.45 0.51
1:D:479:PHE:N 1:D:489:MET:HE1 2.26 0.51
1:F:460: VAL:HG21 1:F:479:PHE:CZ 2.45 0.51
1:F:7:LYS:HD2 1:F:66:PHE:CE1 2.44 0.51
1:A:26:ALA:HA 1:G:8:PHE:HE1 1.76 0.51
1:C:185: THR:HA 1:C:380:ARG:O 2.10 0.51
1:A:317:LEU:HG 1:A:318:GLY:N 2.25 0.51
1:A:400:LEU:HG 1:A:400:LEU:O 2.10 0.51
1:D:365:LEU:HD11 | 1:D:368:ARG:HH21 1.76 0.51
1:E:178:GLU:O 1:E:381:VAL:HG22 2.10 0.51
1:F:284:ARG:HA 1:F:284:ARG:HH11 1.76 0.51
1:G:365:LEU:HG 1:G:368:ARG:HE 1.76 0.51
1:G:421:GLN:O 1:G:424:LYS:HB2 2.11 0.51
1:G:426:LEU:HB2 1:G:444:ARG:HD2 1.92 0.51
1:A:139:ASN:H 1:A:139:ASN:ND2 2.07 0.51
1:A:452:ARG:O 1:A:456:GLU:HG2 2.11 0.51
1:C:66:PHE:HA 1:C:69:MET:CE 2.41 0.51
1:D:433:ASN:OD1 1:D:433:ASN:N 2.44 0.51
1:F:220:ILE:HG23 | 1:F:248:LEU:HD22 1.93 0.51
1:F:250: VAL:HG12 1:F:278:ALA:HA 1.91 0.51
1:G:185:THR:HA 1:G:380:ARG:O 2.10 0.51
1:G:460:VAL:HG21 1:G:479:PHE:CZ 2.45 0.51
1:A:284:ARG:HA | 1:A:284:ARG:HH11 1.76 0.51
1:A:489:MET:HG3 1:A:494:VAL:HB 1.93 0.51
1:B:185: THR:HA 1:B:380:ARG:O 2.10 0.51
1:B:64:ASP:0OD1 1:B:64:ASP:C 2.50 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)

1:C:24:ALA:HB3 1:C:97:GLN:NE2 2.26 0.51
1:E:7:LYS:HD?2 1:E:66:PHE:CE1 2.45 0.51
1:F:421:GLN:O 1:F:424:LYS:HB2 2.10 0.51
1:A:178:GLU:O 1:A:381:VAL:HG22 2.11 0.51
1:C:103:GLY:HA3 1:C:516:1ILE:HD11 1.92 0.51
1:D:421:GLN:O 1:D:424:LYS:HB2 2.11 0.51
1:D:19:GLY:HA3 1:D:67:GLU:O 2.10 0.51
1:E:24:ALA:O 1:E:28:LYS:HD?2 2.11 0.51
1:E:441:ALA:O 1:E:445:ARG:HD3 2.11 0.51
1:G:103:GLY:HA3 1:G:516:ILE:HD11 1.93 0.51
1:G:18:LYS:HB3 1:G:67:GLU:HG2 1.93 0.51
1:B:314:ILE:HD12 1:B:315:ASP:N 2.26 0.50
1:C:314:ILE:HD12 1:C:315:ASP:N 2.26 0.50
1:D:460:VAL:HG21 1:D:479:PHE:CZ 2.46 0.50
1:E:226:LYS:HZ1 1:E:252:GLU:HB3 1.76 0.50
1:F:139:ASN:H 1:F:139:ASN:ND2 2.07 0.50
1:A:314:ILE:HD12 1:A:315:ASP:N 2.26 0.50
1:A:86:GLY:C 1:A:88:GLY:H 2.14 0.50
1:B:433:ASN:OD1 1:B:433:ASN:N 2.42 0.50
1:C:365:LEU:HG 1:C:368:ARG:HE 1.76 0.50
1:C:479:PHE:N 1:C:489:MET:HE1 2.26 0.50
1:D:66:PHE:HA 1:D:69:MET:CE 2.41 0.50
1:E:426:LEU:HB2 1:E:444:ARG:HD2 1.93 0.50
1:E:6: VAL:HG22 1:E:522:1LE:HG12 1.94 0.50
1:F:433:ASN:OD1 1:F:433:ASN:N 2.43 0.50
1:F:86:GLY:C 1:F:88:GLY:H 2.14 0.50
1:G:433:ASN:OD1 1:G:436:GLN:HB2 2.12 0.50
1:G:477:PHE:CE1 1:G:486:TYR:HB3 2.46 0.50
1:B:362:ARG:HE 1:B:363:GLU:N 2.09 0.50
1:B:460:VAL:HG21 1:B:479:PHE:CZ 2.47 0.50
1:A:4:LYS:HD2 1:B:59:GLU:O 2.10 0.50
1:C:18:LYS:HB3 1:C:67:GLU:HG2 1.93 0.50
1:C:220:ILE:HG23 | 1:C:248:LEU:HD22 1.93 0.50
1:D:231:GLN:N 1:D:232:PRO:HD?2 2.27 0.50
1:D:365:LEU:HG 1:D:368:ARG:HE 1.76 0.50
1:E:231:GLN:N 1:E:232:PRO:HD?2 2.26 0.50
1:G:433:ASN:OD1 1:G:433:ASN:N 2.44 0.50
1:G:28:LYS:HG3 1:G:453:GLN:OE1 2.12 0.50
1:A:220:ILE:HG23 | 1:A:248:LEU:HD22 1.93 0.50
1:B:66:PHE:HA 1:B:69:MET:CE 2.42 0.50
1:C:231:GLN:N 1:C:232:PRO:HD2 2.27 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:D:317:LEU:HG 1:D:318:GLY:N 2.25 0.50
1:D:169:VAL:CG2 1:D:377:ALA:HB2 2.42 0.50
1:D:426:LEU:HB2 1:D:444:ARG:HD2 1.92 0.50
1:F:362:ARG:HE 1:F:363:GLU:N 2.09 0.50
1:G:362:ARG:HE 1:G:363:GLU:N 2.09 0.50
1:A:169:VAL:CG2 1:A:377:ALA:HB2 2.41 0.50
1:B:231:GLN:N 1:B:232:PRO:HD2 2.27 0.50
1:C:365:LEU:HD11 | 1:C:368:ARG:HH21 1.76 0.50
1:D:477:PHE:CE1 1:D:486: TYR:HB3 2.46 0.50
1:E:103:GLY:HA3 1:E:516:1ILE:HD11 1.93 0.50
1:E:18:LYS:HB3 1:E:67:GLU:HG2 1.93 0.50
1:E:284:ARG:HA 1:E:284:ARG:HH11 1.76 0.50
1:G:451:MET:HE1 1:G:466:ALA:HA 1.94 0.50
1:A:426:LEU:HB2 1:A:444:ARG:HD2 1.92 0.50
1:A:409:GLU:OE2 1:A:499:LYS:HG3 2.11 0.50
1:C:362: ARG:HE 1:C:363:GLU:N 2.10 0.50
1:C:433:ASN:OD1 1:C:433:ASN:N 2.45 0.50
1:C:433:ASN:OD1 1:C:436:GLN:HB2 2.12 0.50
1:D:284:ARG:HA | 1:D:284:ARG:HH11 1.76 0.50
1:D:64:ASP:OD1 1:D:64:ASP:C 2.50 0.50
1:E:30:- THR:HB 1:E:51:LYS:O 2.11 0.50
1:F:169:VAL:CG2 1:F:377:ALA:HB2 2.42 0.50
1:F:441:ALA:O 1:F:445:ARG:HD3 2.11 0.50
1:F:66:PHE:HA 1:F:69:MET:CE 2.41 0.50
1:B:284:ARG:HA 1:B:284:ARG:HH11 1.76 0.50
1:B:224:GLU:HG3 1:B:286:LYS:NZ 2.27 0.50
1:B:4:LYS:HD2 1:C:59:GLU:O 2.11 0.50
1:C:24:ALA:O 1:C:28:LYS:HD?2 2.12 0.50
1:D:221:LEU:HD21 | 1:D:249:1LE:HG12 1.94 0.50
1:D:222:LEU:HD13 | 1:D:289:LEU:HB3 1.94 0.50
1:F:138: VAL:HG12 1:F:138:VAL:O 2.11 0.50
1:G:314:ILE:HD12 1:G:315:ASP:N 2.26 0.50
1:G:339:LYS:HB3 1:G:343:GLU:OE2 2.12 0.50
1:A:433:ASN:OD1 1:A:433:ASN:N 2.43 0.50
1:B:365:LEU:HG 1:B:368:ARG:HE 1.76 0.50
1:B:28:LYS:HG3 1:B:453:GLN:OE1 2.12 0.50
1:C:138:VAL:O 1:C:138:VAL:HG12 2.10 0.50
1:C:468:LYS:HD3 1:C:486: TYR:CE1 2.47 0.50
1:D:226:LYS:HZ3 1:D:252:GLU:HB3 1.77 0.50
1:D:314:ILE:HD12 1:D:315:ASP:N 2.26 0.50
1:A:477:PHE:CE1 1:A:486:TYR:HB3 2.46 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:86:GLY:C 1:E:88:GLY:H 2.14 0.50
1:F:314:1LE:HD12 1:F:315:ASP:N 2.26 0.50
1:G:169:VAL:CG2 1:G:377:ALA:HB2 2.42 0.50
1:A:138:VAL:O 1:A:138:VAL:HG12 2.11 0.49
1:B:169:VAL:CG2 1:B:377:ALA:HB2 2.41 0.49
1:D:224:GLU:HG3 1:D:286:LYS:NZ 2.27 0.49
1:D:322:LYS:HB3 1:D:333:VAL:CG2 2.39 0.49
1:D:75:ARG:HH11 1:D:75:ARG:HG2 1.76 0.49
1:E:224:GLU:HG3 1:E:286:LYS:NZ 2.27 0.49
1:F:365:LEU:HD11 | 1:F:368:ARG:HH?21 1.76 0.49
1:A:362:ARG:HE 1:A:363:GLU:N 2.10 0.49
1:B:220:ILE:HG23 | 1:B:248:LEU:HD22 1.93 0.49
1:B:222:LEU:HD13 1:B:289:LEU:HB3 1.94 0.49
1:B:322:LYS:HB3 1:B:333:VAL:CG2 2.39 0.49
1:C:222.LEU:HD13 | 1:C:289:LEU:HB3 1.94 0.49
1:F:224:GLU:HG3 1:F:286:LYS:NZ 2.27 0.49
1:A:248:LEU:HD13 | 1:A:323:VAL:HG11 1.95 0.49
1:A:365:LEU:HD11 | 1:A:368:ARG:HH21 1.76 0.49
1:C:2:ALA:O 1:C:4:LYS:HG2 2.11 0.49
1:C:169:VAL:CG2 1:C:377:ALA:HB2 2.42 0.49
1:A:231:GLN:N 1:A:232:PRO:HD2 2.27 0.49
1:A:322:LYS:HB3 1:A:333:VAL:CG2 2.38 0.49
1:A:361:ASP:OD1 | 1:A:365:LEU:HD13 2.13 0.49
1:B:248:.LEU:HD13 | 1:B:323:VAL:HG11 1.95 0.49
1:B:339:LYS:HB3 1:B:343:GLU:OE2 2.13 0.49
1:C:224:GLU:HG3 1:C:286:LYS:NZ 2.28 0.49
1:C:361:ASP:OD1 | 1:C:365:LEU:HD13 2.13 0.49
1:E:314:ILE:HD12 1:E:315:ASP:N 2.26 0.49
1:F:11:ASP:CG 1:F:15:ARG:HH12 2.16 0.49
1:F:451:MET:CE 1:F:465:VAL:HG12 2.42 0.49
1:F:451:MET:HE1 1:F:466:ALA:HA 1.94 0.49
1:A:339:LYS:HB3 1:A:343:GLU:OE2 2.13 0.49
1:B:433:ASN:OD1 1:B:436:GLN:HB2 2.13 0.49
1:C:227:LEU:HD13 | 1:C:254:VAL:HG22 1.95 0.49
1:A:224:GLU:HG3 1:A:286:LYS:NZ 2.27 0.49
1:A:221:LEU:HD21 | 1:A:249:ILE:HG12 1.94 0.49
1:B:138:VAL:HG12 1:B:138:VAL:O 2.11 0.49
1:B:361:ASP:OD1 1:B:365:LEU:HD13 2.13 0.49
1:D:362:ARG:HE 1:D:363:GLU:N 2.09 0.49
1:E:248:LEU:HD13 | 1:E:323:VAL:HG11 1.95 0.49
1:E:169:VAL:HG21 | 1:E:377:ALA:HB2 1.94 0.49
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Atom-1 Atom-2 distance (A) | overlap (A)

1:F:231:GLN:N 1:F:232:PRO:HD?2 2.27 0.49
1:F:64:ASP:C 1:F:64:ASP:0OD1 2.51 0.49
1:G:284:ARG:HA | 1:G:284:ARG:HH11 1.76 0.49
1:G:66:PHE:HA 1:G:69:MET:HE2 1.94 0.49
1:D:248:LEU:HD13 | 1:D:323:VAL:HG11 1.95 0.49
1:G:248:LEU:HD13 | 1:G:323:VAL:HG11 1.95 0.49
1:B:122:VAL:HG12 1:B:123:ALA:N 2.28 0.49
1:C:284:ARG:HA | 1:C:284:ARG:HH11 1.76 0.49
1:D:18:LYS:HB3 1:D:67:GLU:HG2 1.93 0.49
1:D:227:LEU:HD13 | 1:D:254:VAL:HG22 1.95 0.49
1:E:339:LYS:HB3 1:E:343:GLU:OE2 2.12 0.49
1:E:477:PHE:CE1 1:E:486: TYR:HB3 2.47 0.49
1:G:231:GLN:N 1:G:232:PRO:HD2 2.27 0.49
1:G:227:LEU:HD13 | 1:G:254:VAL:HG22 1.94 0.49
1:G:469:VAL:HG22 | 1:G:478:GLY:HA2 1.94 0.49
1:G:501:VAL:HG12 1:G:501:VAL:O 2.13 0.49
1:A:222.LEU:HD13 | 1:A:289:LEU:HB3 1.94 0.49
1:A:69:MET:HG2 1:B:47.:PRO:HG3 1.95 0.49
1:C:339:LYS:HB3 1:C:343:GLU:OE2 2.13 0.49
1:E:213:ALA:HB3 1:E:325:ILE:HB 1.95 0.49
1:F:489:MET:HG3 1:F:494:VAL:HB 1.95 0.49
1:F:6:VAL:HG22 1:F:522:ILE:HG12 1.95 0.49
1:G:138:VAL:HG12 1:G:138:VAL:O 2.13 0.49
1:B:227:.LEU:HD13 | 1:B:254:VAL:HG22 1.95 0.49
1:B:469:VAL:HG22 | 1:B:478:GLY:HA2 1.95 0.49
1:C:477:PHE:CE1 1:C:486:TYR:HB3 2.47 0.49
1:E:362:ARG:HE 1:E:363:GLU:N 2.09 0.49
1:G:222:LEU:HD13 | 1:G:289:LEU:HB3 1.94 0.49
1:G:468:LYS:HD3 1:G:486:TYR:CE1 2.47 0.49
1:G:64:ASP:0OD1 1:G:64:ASP:C 2.51 0.49
1:A:64:ASP:OD1 1:A:64:ASP:C 2.51 0.48
1:B:421:GLN:O 1:B:424:.LYS:HB2 2.12 0.48
1:B:477:PHE:CE1 1:B:486: TYR:HB3 2.47 0.48
1:D:339:LYS:HB3 1:D:343:GLU:OE2 2.13 0.48
1:D:469:VAL:HG22 | 1:D:478:GLY:HA2 1.95 0.48
1:E:221:LEU:HD21 | 1:E:249:1LE:HG12 1.95 0.48
1:E:361:ASP:OD1 1:E:365:LEU:HD13 2.13 0.48
1:E:433:ASN:OD1 1:E:436:GLN:HB2 2.13 0.48
1:F:122: VAL:HG12 1:F:123:ALA:N 2.27 0.48
1:A:341:GLU:O 1:A:345:ARG:HG2 2.13 0.48
1:D:24:ALA:HB3 1:D:97:GLN:NE2 2.27 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:222:LEU:HD13 1:E:289:LEU:HB3 1.94 0.48
1:E:468:LYS:HD3 1:E:486:TYR:CE1 2.48 0.48
1:F:248:LEU:HD13 | 1:F:323:VAL:HG11 1.95 0.48
1:G:221:LEU:HD21 | 1:G:249:ILE:HG12 1.94 0.48
1:G:341:GLU:O 1:G:345:ARG:HG2 2.14 0.48
1:A:451:MET:HE1 1:A:466:ALA:HA 1.95 0.48
1:B:18:LYS:HB3 1:B:67:GLU:HG2 1.95 0.48
1:C:248:LEU:HD13 | 1:C:323:VAL:HG11 1.95 0.48
1:C:322:LYS:HB3 1:C:333:VAL:CG2 2.39 0.48
1:E:227:.LEU:HD13 | 1:E:254:VAL:HG22 1.95 0.48
1:C:341:GLU:O 1:C:345:ARG:HG2 2.13 0.48
1:F:222:LEU:HD13 1:F:289.LEU:HB3 1.94 0.48
1:F:213:ALA:HB3 1:F:325:ILE:HB 1.96 0.48
1:F:361:ASP:0OD1 1:F:365:LEU:HD13 2.13 0.48
1:F:468:LYS:HD3 1:F:486: TYR:CE1 2.47 0.48
1:F:69:-MET:HG2 1:G:47:PRO:HB3 1.95 0.48
1:G:451:MET:CE 1:G:465:VAL:HG12 2.44 0.48
1:B:7:LYS:HD?2 1:B:66:PHE:CE1 2.48 0.48
1:D:501:VAL:O 1:D:501:VAL:HG12 2.13 0.48
1:F:24:ALA:O 1:F:28:LYS:HD2 2.14 0.48
1:F:433:ASN:OD1 1:F:436:GLN:HB2 2.14 0.48
1:G:213:ALA:HB3 1:G:325:ILE:HB 1.95 0.48
1:G:224:GLU:HG3 1:G:286:LYS:NZ 2.28 0.48
1:B:426:LEU:HB2 1:B:444:ARG:HD2 1.94 0.48
1:B:501:VAL:O 1:B:501:VAL:HG12 2.14 0.48
1:C:221:.LEU:HD21 | 1:C:249:ILE:HG12 1.95 0.48
1:A:433:ASN:OD1 1:A:436:GLN:HB2 2.14 0.48
1:A:469:VAL:HG22 | 1:A:478:GLY:HA2 1.95 0.48
1:C:122:VAL:HG12 1:C:123:ALA:N 2.29 0.48
1:C:469:VAL:HG22 | 1:C:478:GLY:HA2 1.94 0.48
1:D:433:ASN:OD1 1:D:436:GLN:HB2 2.14 0.48
1:F:501:VAL:HG12 1:F:501:VAL:O 2.13 0.48
1:A:468:LYS:HD3 1:A:486:TYR:CE1 2.48 0.48
1:C:64:ASP:C 1:C:64:ASP:0OD1 2.52 0.48
1:D:11:ASP:CG 1:D:15:ARG:HH12 2.17 0.48
1:D:8:PHE:HE1 1:E:26:ALA:HA 1.78 0.48
1:E:12:ALA:HB1 1:E:521:MET:HG3 1.96 0.48
1:G:122:VAL:HG12 1:G:123:ALA:N 2.27 0.48
1:G:190:VAL:HG11 1:G:334:ASP:CG 2.34 0.48
1:C:489:MET:HG3 1:C:494:VAL:HB 1.95 0.48
1:D:361:ASP:OD1 | 1:D:365:LEU:HD13 2.13 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:190: VAL:HG11 1:F:334:ASP:CB 2.43 0.48
1:F:339:LYS:HB3 1:F:343:GLU:OE2 2.13 0.48
1:F:183:MET:HB3 1:F:384:MET:HE1 1.95 0.48
1:B:169:VAL:HG21 | 1:B:377:ALA:HB2 1.95 0.48
1:D:122:VAL:HG12 1:D:123:ALA:N 2.29 0.48
1:F:341:GLU:O 1:F:345:ARG:HG2 2.14 0.48
1:G:6:VAL:HG22 1:G:522:ILE:HG12 1.95 0.48
1:B:227.LEU.CB 1:B:254:VAL:HG13 2.44 0.47
1:B:341:GLU:O 1:B:345:ARG:HG2 2.14 0.47
1:D:220:1LE:HD12 | 1:D:248:LEU:HD22 1.96 0.47
1:E:322:LYS:HB3 1:E:333:VAL:CG2 2.39 0.47
1:E:469:VAL:HG22 | 1:E:478:GLY:HA2 1.96 0.47
1:G:124: THR:O 1:G:128:VAL:HG23 2.14 0.47
1:A:501:VAL:HG12 1:A:501:VAL:O 2.14 0.47
1:B:205:VAL:HG12 1:B:207:ASN:H 1.79 0.47
1:C:227:LEU:CB 1:C:254:VAL:HG13 2.44 0.47
1:C:501:VAL:O 1:C:501:VAL:HG12 2.13 0.47
1:D:138:VAL:HG12 1:D:138:VAL:O 2.12 0.47
1:E:341:GLU:O 1:E:345:ARG:HG2 2.14 0.47
1:F:221:LEU:HD21 1:F:249:ILE:HG12 1.94 0.47
1:A:213:ALA:HB3 1:A:325:ILE:HB 1.96 0.47
1:B:205:VAL:HG12 1:B:207:ASN:N 2.30 0.47
1:B:221:.LEU:HD21 | 1:B:249:ILE:HG12 1.95 0.47
1:C:183:MET:HB3 | 1:C:384:MET:HE1 1.96 0.47
1:D:489:MET:HG3 1:D:494:VAL:HB 1.96 0.47
1:E:64:ASP:C 1:E:64:ASP:OD1 2.52 0.47
1:F:227:LEU:HD13 | 1:F:254:VAL:HG22 1.95 0.47
1:A:227:LEU:HD13 | 1:A:254:VAL:HG22 1.96 0.47
1:D:169:VAL:HG21 | 1:D:377:ALA:HB2 1.96 0.47
1:F:226:LYS:HZ3 1:F:252:GLU:HB3 1.79 0.47
1:F:469: VAL:HG22 1:F:478:GLY:HA2 1.95 0.47
1:A:362:ARG:HE 1:A:363:GLU:HB2 1.79 0.47
1:A:7:LYS:HD2 1:A:66:PHE:CE1 2.49 0.47
1:D:219:TYR:CD1 | 1:D:247:LEU:HD12 2.50 0.47
1:D:341:GLU:O 1:D:345:ARG:HG2 2.14 0.47
1:F:220:1LE:HD12 1:F:248.LEU:HD22 1.95 0.47
1:B:220:ILE:HD12 | 1:B:248:LEU:HD22 1.96 0.47
1:C:220:ILE:HD12 | 1:C:248.LEU:HD22 1.96 0.47
1:A:220:ILE:HD12 | 1:A:248:LEU:HD22 1.95 0.47
1:F:169: VAL:HG21 1:F:377:ALA:HB2 1.96 0.47
1:G:362:ARG:HE 1:G:363:GLU:HB2 1.79 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:361:ASP:OD1 | 1:G:365:LEU:HD13 2.13 0.47
1:A:221:LEU:HD21 1:A:249:1LE:CG1 2.45 0.47
1:B:174:VAL:O 1:B:174:VAL:HG22 2.14 0.47
1:D:227:LEU:CB 1:D:254:VAL:HG13 2.44 0.47
1:D:197:ARG:NH1 1:D:277:LYS:HG2 2.23 0.47
1:D:321:LYS:CB 1:D:334:ASP:HB3 2.45 0.47
1:F:77:VAL:HG21 1:F:511: VAL:HG13 1.97 0.47
1:G:227.LEU:.CB 1:G:254:VAL:HG13 2.44 0.47
1:A:226:LYS:HZ1 1:A:252:GLU:HB3 1.78 0.47
1:A:289:LEU:O 1:A:293:ALA:HB2 2.15 0.47
1:B:219:TYR:CD1 | 1:B:247:LEU:HD12 2.50 0.47
1:B:183:MET:HB3 1:B:384:MET:HE1 1.97 0.47
1:E:227:LEU:CB 1:E:254:VAL:HG13 2.45 0.47
1:F:18:LYS:HB3 1:F:67:GLU:HG2 1.96 0.47
1:G:220:ILE:HD12 | 1:G:248:LEU:HD22 1.96 0.47
1:G:429:LEU:HD12 1:G:430:SER:N 2.30 0.47
1:B:362:ARG:HE 1:B:363:GLU:HB2 1.79 0.47
1:B:158:ILE:CG2 1:B:396:VAL:HG22 2.45 0.47
1:C:11:ASP:CG 1:C:15:ARG:HH12 2.18 0.47
1:C:213:ALA:HB3 1:C:325:ILE:HB 1.96 0.47
1:C:362:ARG:HE 1:C:363:GLU:HB2 1.80 0.47
1:C:511:VAL:HG23 1:C:512:ALA:N 2.29 0.47
1:D:124: THR.:O 1:D:128:VAL:HG23 2.15 0.47
1:E:220:ILE:HD12 | 1:E:248:LEU:HD22 1.96 0.47
1:A:169:VAL:HG21 | 1:A:377:ALA:HB2 1.96 0.47
1:A:174:VAL:O 1:A:174:VAL:HG22 2.14 0.47
1:A:227:LEU:CB 1:A:254:VAL:HG13 2.44 0.47
1:B:213:ALA:HB3 1:B:325:1LE:HB 1.96 0.47
1:C:197:ARG:NH1 1:C:277:LYS:HG2 2.24 0.47
1:C:158:ILE:CG2 1:C:396:VAL:HG22 2.45 0.47
1:C:451:MET:CE 1:C:465:VAL:HG12 2.45 0.47
1:D:174:VAL:O 1:D:174:VAL:HG22 2.14 0.47
1:D:213:ALA:HB3 1:D:325:ILE:HB 1.96 0.47
1:F:227:LEU.:CB 1:F:254:VAL:HG13 2.44 0.47
1:G:11:ASP:CG 1:G:15:ARG:HH12 2.18 0.47
1:G:219:TYR:CD1 | 1:G:247:LEU:HD12 2.50 0.47
1:A:69:MET:HG2 1:B:47:PRO:CB 2.45 0.46
1:C:112:ASN:OD1 1:C:114:MET:N 2.49 0.46
1:C:321:LYS:CB 1:C:334:ASP:HB3 2.45 0.46
1:F:221:LEU:HD21 1:F:249:ILE:CG1 2.45 0.46
1:G:24:ALA:O 1:G:28:LYS:HD?2 2.14 0.46
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1:A:19:GLY:HA2 1:A:62:LEU:CD1 2.45 0.46
1:A:205:VAL:HG12 1:A:207:ASN:N 2.30 0.46
1:A:24:ALA:O 1:A:28:LYS:HD2 2.15 0.46
1:C:429:LEU:HD12 1:C:430:SER:N 2.30 0.46
1:D:198:GLY:O 1:D:276:VAL:HG12 2.15 0.46
1:D:362:ARG:HE 1:D:363:GLU:HB2 1.79 0.46
1:E:205:VAL:HG12 1:E:207:ASN:H 1.79 0.46
1:E:489:MET:HG3 1:E:494:VAL:HB 1.97 0.46
1:G:221:LEU:HD21 1:G:249:1LE:CG1 2.46 0.46
1:G:226:LYS:HZ1 1:G:252:GLU:HB3 1.79 0.46
1:G:169:VAL:HG21 | 1:G:377:ALA:HB2 1.97 0.46
1:A:205:VAL:HG12 1:A:207:ASN:H 1.80 0.46
1:A:219:TYR:CD1 | 1:A:247:LEU:HD12 2.50 0.46
1:B:36:ARG:NH1 1:B:36:ARG:CG 2.76 0.46
1:B:489:MET:HG3 1:B:494:VAL:HB 1.97 0.46
1:D:158:ILE:CG2 1:D:396:VAL:HG22 2.46 0.46
1:E:511:VAL:HG23 1:E:512:ALA:N 2.30 0.46
1:F:219:TYR:CD1 1:F:247.LEU:HD12 2.50 0.46
1:G:209:ASP:HB3 1:G:210:LYS:HZ2 1.80 0.46
1:A:11:ASP:CG 1:A:15:ARG:HH12 2.19 0.46
1:B:24:ALA:O 1:B:28:LYS:HD?2 2.16 0.46
1:C:205:VAL:HG12 1:C:207:ASN:N 2.31 0.46
1:C:77:VAL:HG21 1:C:511:VAL:HG13 1.98 0.46
1:E:221:LEU:O 1:E:250:VAL:HG23 2.16 0.46
1:F:383:GLY:H 1:F:389:VAL:HG22 1.81 0.46
1:F:158:ILE:CG2 1:F:396:VAL:HG22 2.46 0.46
1:C:205:VAL:HG12 1:C:207:ASN:H 1.80 0.46
1:D:289:LEU:O 1:D:293:ALA:HB2 2.16 0.46
1:E:66:PHE:HA 1:E:69:MET:HE2 1.96 0.46
1:G:489:MET:HG3 1:G:494:VAL:HB 1.98 0.46
1:A:122:VAL:HG12 1:A:123:ALA:N 2.31 0.46
1:A:158:ILE:CG2 1:A:396: VAL:HG22 2.46 0.46
1:B:429:LEU:HD12 1:B:430:SER:N 2.31 0.46
1:C:219:TYR:CD1 | 1:C:247:LEU:HD12 2.51 0.46
1:C:169:VAL:HG21 | 1:C:377:ALA:HB2 1.96 0.46
1:D:429:LEU:HD12 1:D:430:SER:N 2.29 0.46
1:E:11:ASP:CG 1:E:15:ARG:HH12 2.18 0.46
1:E:219:TYR:CD1 | 1:E:247:LEU:HD12 2.51 0.46
1:F:227:LEU:HB2 1:F:254:VAL:CA 2.37 0.46
1:D:103:GLY:HA3 1:D:516:ILE:HD11 1.96 0.46
1:D:205:VAL:HG12 1:D:207:ASN:H 1.80 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:122:VAL:HG12 1:E:123:ALA:N 2.29 0.46
1:E:205:VAL:HG12 1:E:207:ASN:N 2.30 0.46
1:G:205:VAL:HG12 1:G:207:ASN:H 1.80 0.46
1:G:351:GLN:HA 1:G:354:GLU:HB2 1.98 0.46
1:B:197:ARG:NH1 1:B:277.LYS:HG2 2.23 0.46
1:D:205:VAL:HG12 1:D:207:ASN:N 2.31 0.46
1:D:351:GLN:HA 1:D:354:GLU:HB2 1.98 0.46
1:C:69:MET:HG2 1:D:47:PRO:HB3 1.98 0.46
1:E:174:VAL:HG22 1:E:174:VAL:O 2.15 0.46
1:E:198:GLY:O 1:E:276:VAL:HG12 2.16 0.46
1:E:383:GLY:H 1:E:389:VAL:HG22 1.81 0.46
1:F:351:GLN:HA 1:F:354:GLU:HB2 1.98 0.46
1:F:362:ARG:HE 1:F:363:GLU:HB2 1.79 0.46
1:F:80:ARG:HB2 1:F:80:ARG:HH11 1.81 0.46
1:G:69:MET:HB2 1:G:69:MET:HE3 1.53 0.46
1:A:217:ASP:O 1:A:246:PRO:HD2 2.16 0.46
1:A:90: THR:O 1:A:94:VAL:HG23 2.16 0.46
1:B:221:LEU:HD21 1:B:249:ILE:CG1 2.46 0.46
1:C:289:LEU:O 1:C:293:ALA:HB2 2.16 0.46
1:D:221:LEU:HD21 1:D:249:ILE:CG1 2.45 0.46
1:D:62:LEU:H 1:D:68:ASN:HD22 1.64 0.46
1:E:289:LEU:O 1:E:293:ALA:HB2 2.15 0.46
1:E:77:VAL:HG21 1:E:511:VAL:HG13 1.98 0.46
1:A:128:VAL:HG11 | 1:A:506:GLU:OE2 2.16 0.46
1:A:6:VAL:HG22 1:A:522:ILE:-HG12 1.98 0.46
1:B:451:MET:CE 1:B:465:VAL:HG12 2.46 0.46
1:C:294:1LE:HD11 1:C:345:ARG:NH1 2.31 0.46
1:D:217:ASP:O 1:D:246:PRO:HD?2 2.16 0.46
1:E:194:GLN:HG3 1:E:331:THR:OG1 2.16 0.46
1:G:62:LEU:H 1:G:68:ASN:HD22 1.63 0.46
1:C:217:ASP:O 1:C:246:PRO:HD2 2.16 0.45
1:G:80:ARG:HB2 1:G:80:ARG:HH11 1.81 0.45
1:A:175:ILE:HG22 1:A:176: THR:N 2.31 0.45
1:A:451:MET:CE 1:A:465:VAL:HG12 2.47 0.45
1:B:19:GLY:HA2 1:B:62:LEU:CD1 2.46 0.45
1:D:36:ARG:NH1 1:D:36:ARG:CG 2.75 0.45
1:D:69:-MET:-HE3 1:D:69:-MET:HB2 1.53 0.45
1:E:221:LEU:HD21 1:E:249:1LE:CG1 2.46 0.45
1:E:351:GLN:HA 1:E:354:GLU:HB2 1.99 0.45
1:F:217:ASP:O 1:F:246:PRO:HD?2 2.17 0.45
1:F:194:GLN:HG3 1:}:331:THR:OG1 2.17 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:198:GLY:O 1:G:276:VAL:HG12 2.16 0.45
1:G:217:ASP:O 1:G:246:PRO:HD2 2.16 0.45
1:A:351:GLN:HA 1:A:354:GLU:HB2 1.99 0.45
1:A:103:GLY:HA3 1:A:516:ILE:HD11 1.97 0.45
1:B:12:ALA:HBI1 1:B:521:MET:SD 2.57 0.45
1:B:11:ASP:CG 1:B:15:ARG:HH12 2.19 0.45
1:B:289:LEU:O 1:B:293:ALA:HB2 2.15 0.45
1:C:19:GLY:HA2 1:C:62:LEU:CD1 2.46 0.45
1:C:351:GLN:HA 1:C:354:GLU:HB2 1.98 0.45
1:C:478:GLY:HA3 1:C:489:MET:HE3 1.97 0.45
1:D:112:ASN:OD1 1:D:114:MET:N 2.49 0.45
1:E:225:LYS:HB2 1:E:226:LYS:H 1.62 0.45
1:E:362:ARG:HE 1:E:363:GLU:HB2 1.80 0.45
1:G:112:ASN:OD1 1:G:114:MET:N 2.49 0.45
1:G:378:VAL:HG22 1:G:378:VAL:O 2.16 0.45
1:G:19:GLY:HA2 1:G:62:LEU:CD1 2.47 0.45
1:B:321:LYS:CB 1:B:334:ASP:HB3 2.46 0.45
1:D:320:ALA:HA 1:D:335:GLY:O 2.17 0.45
1:D:348:GLN:O 1:D:352:GLN:HB2 2.17 0.45
1:D:378:VAL:O 1:D:378:VAL:HG22 2.17 0.45
1:F:112:ASN:OD1 1:F:114:MET:N 2.49 0.45
1:F:507:ASP:O 1:F:510:SER:HB3 2.17 0.45
1:B:348:GLN:O 1:B:352:GLN:HB2 2.17 0.45
1:B:80:ARG:HB2 1:B:80:ARG:HH11 1.82 0.45
1:C:383:GLY:H 1:C:389:VAL:HG22 1.82 0.45
1:E:112:ASN:OD1 1:E:114:MET:N 2.50 0.45
1:F:221:LEU:O 1:F:250: VAL:HG23 2.16 0.45
1:F:289:LEU:O 1:F:293:ALA:HB2 2.15 0.45
1:G:289:LEU:O 1:G:293:ALA:HB2 2.16 0.45
1:A:247:LEU:HB3 1:A:273:.ILE:HD12 1.99 0.45
1:A:69:MET:HB2 1:A:69:MET:HE3 1.55 0.45
1:A:77:VAL:HG21 | 1:A:511:VAL:HG13 1.99 0.45
1:B:351:GLN:HA 1:B:354:GLU:HB2 1.98 0.45
1:C:221:LEU:O 1:C:250:VAL:HG23 2.16 0.45
1:F:128:VAL:HG11 1:F:506:GLU:OE2 2.17 0.45
1:F:66:PHE:HA 1:F:69:-MET:HE2 1.97 0.45
1:G:194:GLN:HG3 | 1:G:331:THR:OG1 2.17 0.45
1:G:221:LEU:O 1:G:250:VAL:HG23 2.16 0.45
1:B:247:LEU:HB3 1:B:273:ILE:HD12 1.99 0.45
1:C:124:THR:O 1:C:128:VAL:HG23 2.16 0.45
1:C:198:GLY:O 1:C:276:VAL:HG12 2.17 0.45
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Atom-1 Atom-2 distance (A) overlap (A)

1:C:320:ALA:HA 1:C:335:GLY:O 2.17 0.45
1:E:501:VAL:O 1:E:501:VAL:HG12 2.16 0.45
1:E:69:MET:HG2 1:F:47:PRO:HB3 1.99 0.45
1:F:19:GLY:HA?2 1:F:62:LEU:CD1 2.46 0.45
1:F:478:GLY:HA3 1:F:489:MET:HE3 1.99 0.45
1:G:204:PHE:CE1 1:G:273:ILE:HG23 2.52 0.45
1:G:205:VAL:HG12 1:G:207:ASN:N 2.30 0.45
1:A:12:ALA:HB1 1:A:521:MET:HG3 1.99 0.45
1:A:221:LEU:O 1:A:250:VAL:HG23 2.16 0.45
1:C:348:GLN:O 1:C:352:GLN:HB2 2.17 0.45
1:E:348:GLN:O 1:E:352:GLN:HB2 2.17 0.45
1:E:69:MET:-HE3 1:E:69:MET:HB2 1.50 0.45
1:E:80:ARG:HB2 1:E:80:ARG:HH11 1.82 0.45
1:B:217:ASP:O 1:B:246:PRO:HD2 2.17 0.45
1:D:221:LEU:O 1:D:250:VAL:HG23 2.16 0.45
1:E:217:ASP:O 1:E:246:PRO:HD?2 2.17 0.45
1:F:204:PHE:CE1 1:F:273:.1LE:HG23 2.52 0.45
1:F:511: VAL:HG23 1:F:512:ALA:N 2.32 0.45
1:A:124:THR:O 1:A:128:VAL:HG23 2.17 0.45
1:A:383:GLY:H 1:A:389:VAL:HG22 1.81 0.45
1:A:429:LEU:HD12 1:A:430:SER:N 2.29 0.45
1:B:112:ASN:OD1 1:B:114:MET:N 2.50 0.45
1:B:194:GLN:HG3 1:B:331: THR:OG1 2.17 0.45
1:C:480:ASN:O 1:C:484:GLU:N 2.45 0.45
1:C:62:LEU:H 1:C:68:ASN:HD22 1.64 0.45
1:C:72:GLN:HE22 1:C:75:ARG:CZ 2.30 0.45
1:D:175:ILE:HG22 1:D:176: THR:N 2.32 0.45
1:G:478:GLY:HA3 | 1:G:489:MET:HE3 1.99 0.45
1:B:225:LYS:HB2 1:B:226:LYS:H 1.62 0.44
1:B:383:GLY:H 1:B:389:VAL:HG22 1.81 0.44
1:C:174:VAL:O 1:C:174:VAL:HG22 2.16 0.44
1:C:221:.LEU:HD21 1:C:249:ILE:CG1 2.47 0.44
1:C:80:ARG:HH11 1:C:80:ARG:HB2 1.82 0.44
1:D:19:GLY:HA2 1:D:62:LEU:CD1 2.47 0.44
1:D:383:GLY:H 1:D:389:VAL:HG22 1.82 0.44
1:D:511:VAL:HG23 1:D:512:ALA:N 2.33 0.44
1:D:6:VAL:HG22 1:D:522:ILE:HG12 1.98 0.44
1:G:158:ILE:CG2 1:G:396:VAL:HG22 2.46 0.44
1:A:194:GLN:HG3 | 1:A:331:THR:OG1 2.17 0.44
1:B:198:GLY:O 1:B:276:VAL:HG12 2.18 0.44
1:C:204:PHE:CE1 1:C:273:ILE:HG23 2.52 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

1:D:90: THR:O 1:D:94:VAL:HG23 2.17 0.44
1:E:320:ALA:HA 1:E:335:GLY:O 2.18 0.44
1:E:294:.1LE:HD11 1:E:345:ARG:NH1 2.32 0.44
1:E:423:ALA:HB2 | 1:E:447.LEU:HD13 1.98 0.44
1:F:294.1LE:HD11 1:F:345:ARG:NH1 2.33 0.44
1:A:198:GLY:O 1:A:276:VAL:HG12 2.17 0.44
1:B:12:ALA:HB1 1:B:521:MET:HG3 1.98 0.44
1:B:221:LEU:O 1:B:250:VAL:HG23 2.16 0.44
1:B:6:VAL:HG22 1:B:522:1LE:HG12 1.99 0.44
1:C:247:LEU:HB3 1:C:273:ILE:HD12 1.99 0.44
1:D:507:ASP:O 1:D:510:SER:HB3 2.17 0.44
1:E:451:MET:CE 1:E:466:ALA:HA 2.48 0.44
1:F:247.LEU:HB3 1:F:273:ILE:HD12 1.99 0.44
1:G:174:VAL:HG22 1:G:174:VAL:O 2.16 0.44
1:G:294:ILE:HD11 1:G:345:ARG:NH1 2.32 0.44
1:G:348:GLN:O 1:G:352:GLN:HB2 2.17 0.44
1:B:69:MET:HB2 1:B:69:MET:HE3 1.55 0.44
1:C:128:VAL:HG11 | 1:C:506:GLU:OE2 2.18 0.44
1:E:158:1LE:CG2 1:E:396:VAL:HG22 2.48 0.44
1:F:320:ALA:HA 1:F:335:GLY:O 2.18 0.44
1:G:320:ALA:HA 1:G:335:GLY:O 2.17 0.44
1:A:80:ARG:HB2 1:A:80:ARG:HH11 1.82 0.44
1:C:90: THR:O 1:C:94:VAL:HG23 2.17 0.44
1:D:13:ARG:CD 1:D:104:LEU:HD22 2.47 0.44
1:D:423:ALA:HB2 | 1:D:447:LEU:HD13 1.99 0.44
1:E:204:PHE:CE1 1:E:273:ILE:HG23 2.53 0.44
1:F:245:LYS:HZ1 1:F:319:ARG:HH21 1.64 0.44
1:F:429:LEU:HD12 1:F:430:SER:N 2.29 0.44
1:G:219:TYR:N 1:G:246:PRO:O 2.51 0.44
1:A:183:MET:HB3 | 1:A:384:MET:HE1 1.99 0.44
1:A:480:ASN:HD21 | 1:A:483:THR:HG23 1.83 0.44
1:C:245:LYS:HZ1 1:C:319:ARG:HH21 1.65 0.44
1:D:183:MET:HB3 | 1:D:384:MET:HE1 2.00 0.44
1:D:231:GLN:N 1:D:231:GLN:NE2 2.65 0.44
1:D:80:ARG:HH11 1:D:80:ARG:HB2 1.82 0.44
1:E:429:LEU:HD12 1:E:430:SER:N 2.31 0.44
1:E:62:LEU:H 1:E:68:ASN:HD22 1.66 0.44
1:F:205:VAL:HG12 1:F:207:ASN:N 2.31 0.44
1:F:205:VAL:HG12 1:F:207:ASN:H 1.81 0.44
1:F:231:GLN:NE2 1:F:231:GLN:N 2.65 0.44
L:F:219:'TYR:N 1:F:246:PRO:O 2.51 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:G:13:ARG:CD 1:G:104:LEU:HD22 2.48 0.44
1:G:488:ASP:HB3 1:G:491:LYS:HG3 1.99 0.44
1:G:511:VAL:HG23 1:G:512:ALA:N 2.33 0.44
1:A:511:VAL:HG23 1:A:512:ALA:N 2.32 0.44
1:B:72:GLN:HE22 1:B:75:ARG:CZ 2.31 0.44
1:C:126:LYS:HG3 1:C:429:LEU:CD2 2.48 0.44
1:D:194:GLN:HG3 | 1:D:331:THR:0OG1 2.18 0.44
1:E:75:ARG:HH11 1:E:75:ARG:CG 2.30 0.44
1:F:175:1ILE:HG22 1:F:176: THR:N 2.32 0.44
1:F:348: GLN:O 1:F:352: GLN:HB2 2.17 0.44
1:G:72:GLN:HE22 1:G:75:ARG:CZ 2.31 0.44
1:B:77:VAL:HG21 | 1:B:511:VAL:HG13 2.00 0.44
1:C:190: VAL:HG12 1:C:191:GLU:N 2.32 0.44
1:C:225:LYS:HG3 1:C:225:LYS:H 1.61 0.44
1:C:69:MET:HE3 1:C:69:MET:HB2 1.59 0.44
1:D:423:ALA:HB2 1:D:447:LEU:CD1 2.47 0.44
1:E:175:ILE:HG22 1:E:176: THR:N 2.33 0.44
1:F:174:VAL:HG22 1:F:174:VAL:O 2.17 0.44
1:G:507:ASP:O 1:G:510:SER:HB3 2.18 0.44
1:G:77:VAL:HG21 | 1:G:511:VAL:HG13 2.00 0.44
1:A:13:ARG:CD 1:A:104:LEU:HD22 2.48 0.44
1:A:320:ALA:HA 1:A:335:GLY:O 2.17 0.44
1:A:348:GLN:O 1:A:352:GLN:HB2 2.18 0.44
1:B:320:ALA:HA 1:B:335:GLY:O 2.17 0.44
1:D:24:ALA:O 1:D:28:LYS:HD2 2.17 0.44
1:E:219:TYR:N 1:E:246:PRO:O 2.51 0.44
1:E:247:LEU:HB3 1:E:273:ILE:HD12 1.99 0.44
1:F:198:GLY:O 1:F:276: VAL:HG12 2.17 0.44
1:A:219:TYR:N 1:A:246:PRO:O 2.51 0.43
1:B:451:MET:CE 1:B:466:ALA:HA 2.48 0.43
1:C:175:ILE:HG22 1:C:176: THR:N 2.33 0.43
1:C:349:.ILE:HG22 1:C:353:ILE:HD11 2.00 0.43
1:E:72:GLN:HE22 1:E:75:ARG:CZ 2.30 0.43
1:F:126:LYS:HG3 1:F:429:LEU.CD2 2.48 0.43
1:A:204:PHE:CE1 1:A:273:ILE:HG23 2.54 0.43
1:A:8:PHE:HE1 1:B:26:ALA:HA 1.83 0.43
1:B:294.1LE:HD11 1:B:345:ARG:NH1 2.33 0.43
1:C:227.LEU:CD1 1:C:251:ALA:HB3 2.48 0.43
1:C:12:ALA:HB1 1:C:521:MET:HG3 1.99 0.43
1:D:139:ASN:N 1:D:139:ASN:ND2 2.66 0.43
1:D:349:ILE:HG22 1:D:353:ILE:HD11 2.00 0.43
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1:D:72:GLN:HE22 1:D:75:ARG:CZ 2.31 0.43
1:E:365:LEU:HA 1:E:368:ARG:HG2 2.00 0.43
1:F:480:ASN:HD21 | 1:F:483:THR:HG23 1.84 0.43
1:A:112:ASN:OD1 1:A:114:MET:N 2.51 0.43
1:A:488:ASP:HB3 1:A:491:LYS:HG3 2.00 0.43
1:E:19:GLY:HA2 1:E:62:LEU:CD1 2.48 0.43
1:G:128:VAL:HG11 | 1:G:506:GLU:OE2 2.19 0.43
1:G:225:LYS:HG3 1:G:225:LYS:H 1.62 0.43
1:G:174:VAL:HG13 1:G:376:VAL:HA 2.00 0.43
1:B:488:ASP:HB3 1:B:491:LYS:HG3 1.99 0.43
1:D:247:LEU:HB3 1:D:273:ILE:HD12 1.99 0.43
1:E:423:ALA:HB2 1:E:447:LEU:CD1 2.48 0.43
1:F:488:ASP:HB3 1:F:491:LYS:HG3 1.99 0.43
1:F:62:LEU:H 1:F:68:ASN:HD22 1.66 0.43
1:B:103:GLY:HA3 1:B:516:ILE:CD1 2.49 0.43
1:C:139:ASN:N 1:C:139:ASN:ND2 2.67 0.43
1:D:227:LEU:CD1 1:D:251:ALA:HB3 2.48 0.43
1:C:8:PHE:HE1 1:D:26:ALA:HA 1.84 0.43
1:D:294:1ILE:HD11 1:D:345:ARG:NH1 2.32 0.43
1:E:13:ARG:CD 1:E:104:LEU:HD22 2.48 0.43
1:F:225:LYS:HB2 1:F:226:LYS:H 1.62 0.43
1:F:227:LEU:CD1 1:F:251:ALA:HB3 2.48 0.43
1:G:12:ALA:HB1 1:G:521:MET:SD 2.58 0.43
1:G:175:ILE:HG22 1:G:176: THR:N 2.33 0.43
1:G:247:LEU:HB3 1:G:273:ILE:HD12 2.00 0.43
1:B:204:PHE:CE1 1:B:273:ILE:HG23 2.53 0.43
1:B:511:VAL:HG23 1:B:512:ALA:N 2.34 0.43
1:B:69:MET:HG2 1:C:47:PRO:HB3 2.01 0.43
1:D:204:PHE:CE1 1:D:273:1LE:HG23 2.53 0.43
1:D:480:ASN:HD21 | 1:D:483: THR:HG23 1.84 0.43
1:E:12:ALA:HB1 1:E:521:MET:SD 2.59 0.43
1:E:451:MET:CE 1:E:465:VAL:HG12 2.49 0.43
1:F:365:LEU:HA 1:F:368:ARG:HG2 2.00 0.43
1:G:75:ARG:HH11 1:G:75:ARG:CG 2.31 0.43
1:A:478:GLY:HA3 1:A:489:MET:HE3 1.99 0.43
1:B:349:1LE:HG22 1:B:353:1LE:HD11 2.00 0.43
1:D:365:LEU:HA 1:D:368:ARG:HG2 2.00 0.43
1:D:451:MET:CE 1:D:465:VAL:HG12 2.49 0.43
1:E:224:GLU:HG3 1:E:286:LYS:CE 2.49 0.43
1:F:103:GLY:HA3 1:F:516:ILE:CD1 2.49 0.43
1:F:124:THR:O 1:F:128:VAL:HG23 2.18 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:294:ILE:HD11 1:A:345:ARG:NH1 2.33 0.43
1:A:480:ASN:O 1:A:484:GLU:N 2.47 0.43
1:B:227:LEU:CD1 1:B:251:ALA:HB3 2.49 0.43
1:B:365:LEU:HA 1:B:368:ARG:HG2 2.00 0.43
1:C:488:ASP:HB3 1:C:491:LYS:HG3 1.99 0.43
1:C:103:GLY:HA3 1:C:516:1LE:CD1 2.49 0.43
1:D:224:GLU:HG3 1:D:286:LYS:CE 2.49 0.43
1:D:478:GLY:HA3 1:D:489:MET:-HE3 2.00 0.43
1:F:349:1ILE:HG22 1:F:353:ILE:HD11 2.00 0.43
1:F:451:MET:CE 1:F:466:ALA:HA 2.49 0.43
1:A:321:LYS:CB 1:A:334:ASP:HB3 2.45 0.43
1:B:175:ILE:HG22 1:B:176: THR:N 2.33 0.43
1:B:224:GLU:HG3 1:B:286:LYS:CE 2.49 0.43
1:B:507:ASP:O 1:B:510:SER:HB3 2.18 0.43
1:C:224:GLU:HG3 1:C:286:LYS:CE 2.49 0.43
1:C:194:GLN:HG3 1:C:331: THR:OG1 2.17 0.43
1:C:365:LEU:HA 1:C:368:ARG:HG2 2.01 0.43
1:C:507:ASP:O 1:C:510:SER:HB3 2.19 0.43
1:D:12:ALA:HBI1 1:D:521:MET:HG3 2.00 0.43
1:E:128:VAL:HG11 1:E:506:GLU:OE2 2.18 0.43
1:G:227:LEU:CD1 1:G:251:ALA:HB3 2.49 0.43
1:G:365:LEU:HA 1:G:368:ARG:HG2 2.00 0.43
1:A:225:LYS:HB2 1:A:226:LYS:H 1.62 0.43
1:A:227:LEU:CD1 1:A:251:ALA:HB3 2.48 0.43
1:B:126:LYS:HG3 1:B:429:LEU.CD2 2.49 0.43
1:B:62:LEU:H 1:B:68:ASN:HD22 1.65 0.43
1:D:488:ASP:HB3 1:D:491:LYS:HG3 2.00 0.43
1:E:124: THR:O 1:E:128:VAL:HG23 2.19 0.43
1:E:478:GLY:HA3 1:E:489:MET:HE3 2.01 0.43
1:G:383:GLY:H 1:G:389:VAL:HG22 1.83 0.43
1:A:24:ALA:O 1:A:28:LYS:HB3 2.18 0.42
1:A:451:MET:HE1 | 1:A:465:VAL:HG12 2.01 0.42
1:D:480:ASN:O 1:D:484:GLU:N 2.48 0.42
1:E:227:LEU:CD1 1:E:251:ALA:HB3 2.48 0.42
1:E:248:LEU:CA 1:E:274:ALA:HB3 2.49 0.42
1:D:69:MET:HG2 1:E:47:PRO:HG3 2.00 0.42
1:F:13:ARG:CD 1:F:104:LEU:HD22 2.49 0.42
1:F:75:ARG:HH11 1:F:75:ARG:CG 2.30 0.42
1:A:365:LEU:HA 1:A:368:ARG:HG2 2.00 0.42
1:B:231:GLN:N 1:B:231:GLN:NE2 2.65 0.42
1:B:449:ALA:CB 1:B:450:PRO:HD3 2.43 0.42
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:C:217:ASP:HA 1:C:320:ALA:O 2.19 0.42
1:D:128:VAL:O 1:D:128:VAL:HG12 2.18 0.42
1:F:226:LYS:HZ1 1:F:252:GLU:HB3 1.84 0.42
1:F:26:ALA:O 1:F:29:VAL:HG22 2.18 0.42
1:F:321:LYS:CB 1:F:334:ASP:HB3 2.45 0.42
1:A:507:ASP:O 1:A:510:SER:HB3 2.19 0.42
1:B:378:VAL:HG22 1:B:378:VAL:O 2.19 0.42
1:A:126:LYS:HG3 1:A:429:LEU:CD2 2.49 0.42
1:A:62:LEU:H 1:A:68:ASN:HD22 1.65 0.42
1:C:227.LEU:HD11 | 1:C:251:ALA:HB3 2.02 0.42
1:C:451:MET:CE 1:C:466:ALA:HA 2.48 0.42
1:D:219:TYR:N 1:D:246:PRO:O 2.52 0.42
1:E:378:VAL:O 1:E:378:VAL:HG22 2.19 0.42
1:D:69:MET:HG2 1:E:47:PRO:CB 2.49 0.42
1:E:488:ASP:HB3 1:E:491:LYS:HG3 2.00 0.42
1:F:220:ILE:CD1 1:F:248.LEU:HD22 2.49 0.42
1:G:248:.LEU:CA 1:G:274:ALA:HB3 2.49 0.42
1:A:224:GLU:HG3 1:A:286:LYS:CE 2.49 0.42
1:A:349:ILE:HG22 1:A:353:ILE:HD11 2.01 0.42
1:A:423:ALA:HB2 | 1:A:447:LEU:HD13 2.01 0.42
1:B:124: THR.:O 1:B:128:VAL:HG23 2.19 0.42
1:B:174:VAL:HG13 1:B:376:VAL:HA 2.02 0.42
1:B:90: THR.:O 1:B:94:VAL:HG23 2.20 0.42
1:C:174:VAL:HG13 1:C:376:VAL:HA 2.01 0.42
1:C:19:GLY:O 1:C:71:ALA:HB2 2.20 0.42
1:F:126:LYS:HG3 1:F:429.LEU:HD22 2.00 0.42
1:G:321:LYS:CB 1:G:334:ASP:HB3 2.45 0.42
1:G:480:ASN:HD21 | 1:G:483: THR:HG23 1.84 0.42
1:A:174:VAL:HG13 1:A:376:VAL:HA 2.02 0.42
1:A:220:ILE:CD1 1:A:248:LEU:HD22 2.50 0.42
1:E:126:LYS:HG3 1:E:429:LEU:CD2 2.49 0.42
1:F:12:ALA:HB1 1:F:521:MET:HG3 2.01 0.42
1:F:36:ARG:CG 1:F:36:ARG:NH1 2.75 0.42
1:G:380:ARG:HH11 | 1:G:380:ARG:CB 2.28 0.42
1:C:112:ASN:OD1 1:C:112:ASN:C 2.58 0.42
1:D:112:ASN:C 1:D:112:ASN:OD1 2.58 0.42
1:E:221:LEU:HG 1:E:249:ILE:HA 2.02 0.42
1:F:72:GLN:HE22 1:F:75:ARG:CZ 2.31 0.42
1:A:112:ASN:OD1 1:A:112:ASN:C 2.58 0.42
1:A:2:ALA:O 1:A:3:ALA:C 2.07 0.42
1:C:220:ILE:CD1 1:C:248:LEU:HD22 2.50 0.42
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:D:126:LYS:HG3 1:D:429:LEU:CD2 2.49 0.42
1:D:227:LEU:HD11 | 1:D:251:ALA:HB3 2.02 0.42
1:D:298:GLY:HA?2 1:D:317:LEU:C 2.40 0.42
1:D:174:VAL:HG13 1:D:376:VAL:HA 2.01 0.42
1:E:139:ASN:ND2 1:E:139:ASN:N 2.66 0.42
1:E:321:LYS:CB 1:E:334:ASP:HB3 2.45 0.42
1:E:507:ASP:O 1:E:510:SER:HB3 2.20 0.42
1:F:2:ALA:O 1:F:3:ALA:C 2.57 0.42
1:B:13:ARG:CD 1:B:104:LEU:HD22 2.49 0.42
1:B:112:ASN:C 1:B:112:ASN:OD1 2.59 0.42
1:B:128:VAL:HG11 | 1:B:506:GLU:OE2 2.20 0.42
1:B:227:LEU:HD11 | 1:B:251:ALA:HB3 2.02 0.42
1:B:423:ALA:HB2 | 1:B:447:LEU:HD13 2.01 0.42
1:D:128:VAL:HG11 | 1:D:506:GLU:OE2 2.19 0.42
1:D:451:MET:CE 1:D:466:ALA:HA 2.49 0.42
1:E:220:1LE:CD1 1:E:248:LEU:HD22 2.50 0.42
1:F:123:ALA:HB1 1:F:426:LEU:HD22 2.02 0.42
1:G:224:GLU:HG3 1:G:286:LYS:CE 2.50 0.42
1:A:139:ASN:ND2 1:A:139:ASN:N 2.66 0.42
1:A:217:ASP:HA 1:A:320:ALA:O 2.20 0.42
1:B:219:TYR:N 1:B:246:PRO:O 2.52 0.42
1:B:221:LEU:HG 1:B:249:ILE:HA 2.02 0.42
1:D:215:LEU:HD22 | 1:D:274:ALA:HB2 2.02 0.42
1:D:220:ILE:CD1 1:D:248:LEU:HD22 2.50 0.42
1:D:77:VAL:HG21 | 1:D:511:VAL:HG13 2.02 0.42
1:F:215:LEU:HD22 | 1:F:274:ALA:HB2 2.02 0.42
1:G:225:LYS:HB2 1:G:226:LYS:H 1.62 0.42
1:G:215:LEU:HD22 | 1:G:274:ALA:HB2 2.02 0.42
1:G:349:ILE:HG22 1:G:353:ILE:HD11 2.01 0.42
1:G:126:LYS:HG3 1:G:429:LEU:CD2 2.50 0.42
1:A:378:VAL:O 1:A:378:VAL:HG22 2.20 0.41
1:C:219:TYR:N 1:C:246:PRO:O 2.52 0.41
1:C:298:GLY:HA2 1:C:317.LEU:C 2.40 0.41
1:E:90:THR.:O 1:E:94:VAL:HG23 2.20 0.41
1:F:224:GLU:HG3 1:F:286:LYS:CE 2.49 0.41
1:A:215:LEU:HD22 | 1:A:274:ALA:HB2 2.02 0.41
1:A:423:ALA:HB2 1:A:447:LEU:CD1 2.50 0.41
1:B:139:ASN:N 1:B:139:ASN:ND2 2.66 0.41
1:E:7:LYS:HB3 1:E:12:ALA:HB2 2.03 0.41
1:E:298:GLY:HA2 1:E:317:LEU:C 2.41 0.41
1:F:323: VAL:HG13 | 1:F:332:ILE:HG12 2.02 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:7:LYS:HB3 1:A:12:ALA:HB2 2.03 0.41
1:B:75:ARG:HH11 1:B:75:ARG:CG 2.32 0.41
1:C:221:LEU:HG 1:C:249:.1LE:HA 2.03 0.41
1:C:480:ASN:HD21 | 1:C:483:THR:HG23 1.85 0.41
1:D:220:ILE:HG23 1:D:248:LEU:CD2 2.50 0.41
1:F:423:ALA:HB2 | 1:F:447:LEU:HD13 2.01 0.41
1:F:69:MET:HE3 1:F:69:MET:HB2 1.53 0.41
1:G:112:ASN:C 1:G:112:ASN:OD1 2.58 0.41
1:A:227:LEU:HD11 | 1:A:251:ALA:HB3 2.02 0.41
1:C:126:LYS:HG3 1:C:429:LEU:HD22 2.02 0.41
1:C:220:ILE:HG23 1:C:248:LEU:CD2 2.51 0.41
1:C:423:ALA:HB2 1:C:447.-LEU:CD1 2.50 0.41
1:E:227:LEU:HB2 1:E:254:VAL:CA 2.38 0.41
1:E:217:ASP:HA 1:E:320:ALA:O 2.21 0.41
1:F:217:ASP:HA 1:F:320:ALA:O 2.21 0.41
1:F:221:LEU.HG 1:F:249:.1LE:HA 2.03 0.41
1:G:220:ILE:CD1 1:G:248:LEU:HD?22 2.50 0.41
1:G:12:ALA:HB1 1:G:521:MET:HG3 2.03 0.41
1:A:451:MET:CE 1:A:466:ALA:HA 2.50 0.41
1:A:12:ALA:HB1 1:A:521:MET:SD 2.60 0.41
1:B:215:LEU:HD22 | 1:B:274:ALA:HB2 2.02 0.41
1:B:220:1LE:CD1 1:B:248:LEU:HD22 2.50 0.41
1:B:80:ARG:HB2 1:B:80:ARG:NHI1 2.36 0.41
1:E:349:ILE:HG22 1:E:353:ILE:HD11 2.01 0.41
1:E:36:ARG:CG 1:E:36:ARG:NH1 2.76 0.41
1:E:2:ALA:O 1:E:3:ALA:C 2.58 0.41
1:B:2:ALA:O 1:B:3:ALA:C 2.59 0.41
1:B:423:ALA:HB2 1:B:447.LEU:CD1 2.51 0.41
1:C:215:LEU:HD22 | 1:C:274:ALA:HB2 2.03 0.41
1:D:221:LEU:HG 1:D:249:ILE:HA 2.03 0.41
1:E:174:VAL:HG13 1:E:376:VAL:HA 2.01 0.41
1:F:220:ILE:HG23 1:F:248:LEU:CD2 2.50 0.41
1:F:298:GLY:HA2 1:F:317:LEU:C 2.41 0.41
1:F:174:VAL:HG13 1:F:376: VAL:HA 2.02 0.41
1:F:8:PHE:HE1 1:G:26:ALA:HA 1.86 0.41
1:G:24:ALA:O 1:G:28:LYS:HB3 2.20 0.41
1:G:298:GLY:HA2 1:G:317:LEU:C 2.41 0.41
1:C:24:ALA:O 1:C:28:LYS:HB3 2.21 0.41
1:E:245:LYS:HZ1 1:E:319:ARG:HH21 1.66 0.41
1:E:480:ASN:HD21 | 1:E:483:THR:HG23 1.85 0.41
1:E:103:GLY:HA3 1:E:516:ILE:CD1 2.50 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:F:227:LEU:HD11 1:F:251:ALA:HB3 2.02 0.41
1:G:231:GLN:N 1:G:231:GLN:NE2 2.65 0.41
1:A:248:LEU:CB 1:A:274:ALA:HB3 2.51 0.41
1:B:220:ILE:HG23 1:B:248:LEU:CD2 2.51 0.41
1:B:248.LEU:.CB 1:B:274:ALA:HB3 2.51 0.41
1:C:26:ALA:O 1:C:29:VAL:HG22 2.21 0.41
1:C:378: VAL:HG22 1:C:378:VAL:O 2.21 0.41
1:D:227:LEU:HB2 1:D:254:VAL:CA 2.38 0.41
1:D:248:LEU:CA 1:D:274:ALA:HB3 2.49 0.41
1:D:2:ALA:O 1:D:3:ALA:C 2.59 0.41
1:D:126:LYS:HG3 | 1:D:429:LEU:HD22 2.02 0.41
1:D:482:GLN:HA 1:D:482:GLN:NE2 2.36 0.41
1:G:181:LYS:HB2 1:G:182:GLY:H 1.78 0.41
1:A:298:GLY:HA2 1:A:317:LEU:C 2.41 0.41
1:C:482:GLN:HA 1:C:482:GLN:NE2 2.36 0.41
1:F:423:ALA:HB2 1:F:447:LEU:CD1 2.51 0.41
1:G:2:ALA:O 1:G:3:ALA:C 2.58 0.41
1:G:36:ARG:CG 1:G:36:ARG:NH1 2.79 0.41
1:A:220:ILE:HG23 1:A:248:LEU:CD2 2.51 0.41
1:A:231:GLN:N 1:A:231:GLN:NE2 2.65 0.41
1:A:190:VAL:HG11 1:A:334:ASP:CB 2.01 0.41
1:C:13:ARG:CD 1:C:104:LEU:HD22 2.50 0.41
1:C:423:ALA:HB2 | 1:C:447:LEU:HD13 2.02 0.41
1:E:220:ILE:HG23 1:E:248:LEU:CD2 2.50 0.41
1:E:227:LEU:HD11 1:E:251:ALA:HB3 2.02 0.41
1:E:215:LEU:HD22 | 1:E:274:ALA:HB2 2.03 0.41
1:F:451:MET:HE1 1:F:465:VAL:HG12 2.02 0.41
1:F:90: THR:O 1:F:94:VAL:HG23 2.21 0.41
1:A:221:LEU:HG 1:A:249:ILE:HA 2.03 0.41
1:A:72:GLN:HE22 1:A:75:ARG:CZ 2.34 0.41
1:B:298:GLY:HA2 1:B:317:.LEU:.C 2.41 0.41
1:C:55:SER.:O 1:C:59:GLU:HG2 2.20 0.41
1:F:380:ARG:HH11 1:F:380:ARG:CB 2.29 0.41
1:F:7:LYS:HB3 1:F:12:ALA:HB2 2.03 0.40
1:F:489:MET:HG3 1:F:494:VAL:O 2.21 0.40
1:G:220:ILE:HG23 1:G:248:LEU:CD2 2.50 0.40
1:G:248:.LEU:.CB 1:G:274:ALA:HB3 2.51 0.40
1:G:26:ALA:O 1:G:29:VAL:HG22 2.21 0.40
1:G:323:VAL:HG13 | 1:G:332:ILE:HG12 2.03 0.40
1:B:201:SER:O 1:B:204:PHE:HB2 2.21 0.40
1:B:480:ASN:HD21 | 1:B:483:THR:HG23 1.85 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:C:80:ARG:HB2 1:C:80:ARG:NH1 2.36 0.40
1:D:19:GLY:HA2 1:D:62:LEU:HD11 2.03 0.40
1:E:112:ASN:C 1:E:112:ASN:OD1 2.58 0.40
1:G:103:GLY:HA3 1:G:516:ILE:CD1 2.50 0.40
1:G:227:.LEU:HD11 | 1:G:251:ALA:HB3 2.03 0.40
1:A:323:VAL:HG13 | 1:A:332:ILE:HG12 2.03 0.40
1:B:7:LYS:HB3 1:B:12:ALA:HB2 2.04 0.40
1:E:126:LYS:HG3 1:E:429:LEU:HD22 2.02 0.40
1:F:190:VAL:HG12 1:F:191:GLU:N 2.36 0.40
1:F:80:ARG:HB2 1:F:80:ARG:NH1 2.35 0.40
1:G:217:ASP:HA 1:G:320:ALA:O 2.22 0.40
1:G:480:ASN:O 1:G:484:GLU:N 2.48 0.40
1:B:217:ASP:HA 1:B:320:ALA:O 2.22 0.40
1:B:323:VAL:HG13 | 1:B:332:ILE:HG12 2.03 0.40
1:F:378: VAL:HG22 1:F:378:VAL:O 2.21 0.40
1:A:80:ARG:NH1 1:A:80:ARG:HB2 2.36 0.40
1:C:2:ALA:O 1:C:3:ALA:C 2.60 0.40
1:E:144:VAL:O 1:E:144:VAL:CG1 2.70 0.40
1:G:201:SER:O 1:G:204:PHE:HB2 2.21 0.40
1:G:482:GLN:NE2 1:G:482:GLN:HA 2.37 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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 474/545 (87%) | 404 (85%) | 59 (12%) | 11 (2%) 6] 34
1 B 474/545 (87%) | 405 (85%) | 59 (12%) | 10 (2%) 37
1 C 474/545 (87%) | 404 (85%) | 60 (13%) | 10 (2%) 37
1 D 474/545 (87%) | 404 (85%) | 60 (13%) | 10 (2%) Ty 37
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 E 474/545 (87%) 404 (85%) | 60 (13%) | 10 (2%) 37
1 F 474/545 (87%) 404 (85%) | 58 (12%) | 12 (2%) 32
1 G 474 /545 (87%) 405 (85%) | 59 (12%) | 10 (2%) 37

All All 3318/3815 (87%) | 2830 (85%) | 415 (12%) | 73 (2%) 6] 35

All (73) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 9 ASN
1 A 85 ALA
1 A 228 SER
1 A 378 VAL
1 B 9 ASN
1 B 85 ALA
1 B 134 ALA
1 B 228 SER
1 B 378 VAL
1 C 9 ASN
1 C 85 ALA
1 C 134 ALA
1 C 228 SER
1 C 378 VAL
1 D 9 ASN
1 D 85 ALA
1 D 228 SER
1 D 378 VAL
1 E 9 ASN
1 E 85 ALA
1 E 134 ALA
1 E 228 SER
1 E 378 VAL
1 F 9 ASN
1 F 85 ALA
1 F 228 SER
1 F 378 VAL
1 G 9 ASN
1 G 85 ALA
1 G 228 SER
1 G 378 VAL
1 A 134 ALA
1 A 335 GLY

Continued on next page...
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Mol | Chain | Res | Type
1 B 335 GLY
1 C 335 GLY
1 D 134 ALA
1 D 335 GLY
1 E 335 GLY
1 F 134 ALA
1 F 335 GLY
1 G 134 ALA
1 G 335 GLY
1 A 87 ASP
1 A 336 ALA
1 A 475 LYS
1 B 87 ASP
1 B 336 ALA
1 B 475 LYS
1 C 87 ASP
1 C 336 ALA
1 C 475 LYS
1 D 87 ASP
1 D 336 ALA
1 D 475 LYS
1 E 87 ASP
1 E 336 ALA
1 E 475 LYS
1 F 87 ASP
1 F 336 ALA
1 F 475 LYS
1 G 87 ASP
1 G 336 ALA
1 G 475 LYS
1 F 3 ALA
1 A 246 PRO
1 B 246 PRO
1 C 246 PRO
1 D 246 PRO
1 F 246 PRO
1 E 246 PRO
1 G 246 PRO
1 F 374 GLY
1 A 374 GLY
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5.3.2 Protein sidechains (1)

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

resolution.

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

analysed, and the total number of residues.

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 A 372/421 (88%) 278 (75%) | 94 (25%)
1 B 372/421 (88%) 279 (75%) | 93 (25%)
1 C 372/421 (88%) 277 (74%) | 95 (26%)
1 D 372/421 (88%) 279 (75%) | 93 (25%)
1 E 372/421 (88%) 278 (75%) | 94 (25%)
1 F 372/421 (88%) 278 (75%) | 94 (25%)
1 G 372/421 (88%) 277 (74%) | 95 (26%)

All All 2604/2947 (88%) | 1946 (75%) | 658 (25%)

All (658) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 5 GLU
1 A 7 LYS
1 A 16 MET
1 A 18 LYS
1 A 28 LYS
1 A 36 ARG
1 A 42 LYS
1 A 51 LYS
1 A 55 SER
1 A 69 MET
1 A 72 GLN
1 A 75 ARG
1 A 76 GLU
1 A 77 VAL
1 A 79 SER
1 A 80 ARG
1 A 83 ASP
1 A 87 ASP
1 A 105 LYS
1 A 132 LYS
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Mol | Chain | Res | Type
1 A 139 ASN
1 A 141 SER
1 A 146 GLN
1 A 155 GLU
1 A 156 SER
1 A 164 GLU
1 A 166 MET
1 A 167 GLN
1 A 168 ARG
1 A 172 GLU
1 A 181 LYS
1 A 183 MET
1 A 196 ASP
1 A 197 ARG
1 A 204 PHE
1 A 206 THR
1 A 209 ASP
1 A 210 LYS
1 A 211 MET
1 A 214 GLU
1 A 216 GLU
1 A 217 ASP
1 A 221 LEU
1 A 222 LEU
1 A 225 LYS
1 A 229 SER
1 A 231 GLN
1 A 245 LYS
1 A 247 LEU
1 A 250 VAL
1 A 252 GLU
1 A 253 ASP
1 A 281 PHE
1 A 283 ASP
1 A 288 MET
1 A 290 GLN
1 A 295 LEU
1 A 315 ASP
1 A 316 MET
1 A 317 LEU
1 A 321 LYS
1 A 322 LYS

Continued on next page...
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Mol | Chain | Res | Type
1 A 327 LYS
1 A 328 ASP
1 A 333 VAL
1 A 338 GLU
1 A 339 LYS
1 A 343 GLU
1 A 345 ARG
1 A 352 GLN
1 A 357 THR
1 A 362 ARG
1 A 365 LEU
1 A 367 GLU
1 A 368 ARG
1 A 371 LYS
1 A 380 ARG
1 A 387 ILE
1 A 388 GLU
1 A 391 GLU
1 A 395 ARG
1 A 398 ASP
1 A 401 ASN
1 A 408 GLN
1 A 419 LEU
1 A 427 GLU
1 A 430 SER
1 A 434 SER
1 A 436 GLN
1 A 444 ARG
1 A 452 ARG
1 A 473 SER
1 A 524 GLU
1 A 525 LYS
1 B 5 GLU
1 B 7 LYS
1 B 16 MET
1 B 18 LYS
1 B 28 LYS
1 B 36 ARG
1 B 42 LYS
1 B 51 LYS
1 B 55 SER
1 B 69 MET
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Mol | Chain | Res | Type
1 B 72 GLN
1 B 75 ARG
1 B 76 GLU
1 B 7 VAL
1 B 79 SER
1 B 80 ARG
1 B 83 ASP
1 B 87 ASP
1 B 105 LYS
1 B 132 LYS
1 B 139 ASN
1 B 141 SER
1 B 146 GLN
1 B 155 GLU
1 B 156 SER
1 B 164 GLU
1 B 166 MET
1 B 167 GLN
1 B 168 ARG
1 B 172 GLU
1 B 181 LYS
1 B 183 MET
1 B 196 ASP
1 B 197 ARG
1 B 204 PHE
1 B 206 THR
1 B 209 ASP
1 B 210 LYS
1 B 211 MET
1 B 214 GLU
1 B 216 GLU
1 B 217 ASP
1 B 221 LEU
1 B 222 LEU
1 B 225 LYS
1 B 229 SER
1 B 231 GLN
1 B 245 LYS
1 B 247 LEU
1 B 250 VAL
1 B 252 GLU
1 B 253 ASP

Continued on next page...
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Mol | Chain | Res | Type
1 B 281 PHE
1 B 283 ASP
1 B 288 MET
1 B 290 GLN
1 B 295 LEU
1 B 315 ASP
1 B 316 MET
1 B 317 LEU
1 B 321 LYS
1 B 322 LYS
1 B 327 LYS
1 B 328 ASP
1 B 333 VAL
1 B 338 GLU
1 B 339 LYS
1 B 343 GLU
1 B 345 ARG
1 B 352 GLN
1 B 357 THR
1 B 362 ARG
1 B 365 LEU
1 B 367 GLU
1 B 368 ARG
1 B 371 LYS
1 B 380 ARG
1 B 387 ILE
1 B 388 GLU
1 B 391 GLU
1 B 395 ARG
1 B 398 ASP
1 B 401 ASN
1 B 408 GLN
1 B 419 LEU
1 B 427 GLU
1 B 430 SER
1 B 434 SER
1 B 436 GLN
1 B 444 ARG
1 B 473 SER
1 B 524 GLU
1 B 525 LYS
1 C 5 GLU
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Mol | Chain | Res | Type
1 C 7 LYS
1 C 16 MET
1 C 18 LYS
1 C 28 LYS
1 C 36 ARG
1 C 42 LYS
1 C 51 LYS
1 C 55 SER
1 C 69 MET
1 C 72 GLN
1 C 75 ARG
1 C 76 GLU
1 C 77 VAL
1 C 79 SER
1 C 80 ARG
1 C 83 ASP
1 C 87 ASP
1 C 105 LYS
1 C 132 LYS
1 C 139 ASN
1 C 141 SER
1 C 146 GLN
1 C 155 GLU
1 C 156 SER
1 C 164 GLU
1 C 166 MET
1 C 167 GLN
1 C 168 ARG
1 C 172 GLU
1 C 181 LYS
1 C 183 MET
1 C 196 ASP
1 C 197 ARG
1 C 204 PHE
1 C 206 THR
1 C 209 ASP
1 C 210 LYS
1 C 211 MET
1 C 214 GLU
1 C 216 GLU
1 C 217 ASP
1 C 221 LEU
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Mol | Chain | Res | Type
1 C 222 LEU
1 C 225 LYS
1 C 229 SER
1 C 231 GLN
1 C 245 LYS
1 C 247 LEU
1 C 250 VAL
1 C 252 GLU
1 C 253 ASP
1 C 281 PHE
1 C 283 ASP
1 C 288 MET
1 C 290 GLN
1 C 295 LEU
1 C 315 ASP
1 C 316 MET
1 C 317 LEU
1 C 321 LYS
1 C 322 LYS
1 C 327 LYS
1 C 328 ASP
1 C 333 VAL
1 C 338 GLU
1 C 339 LYS
1 C 343 GLU
1 C 345 ARG
1 C 352 GLN
1 C 357 THR
1 C 362 ARG
1 C 365 LEU
1 C 367 GLU
1 C 368 ARG
1 C 371 LYS
1 C 380 ARG
1 C 387 ILE
1 C 388 GLU
1 C 391 GLU
1 C 392 ARG
1 C 395 ARG
1 C 398 ASP
1 C 401 ASN
1 C 408 GLN
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Mol | Chain | Res | Type
1 C 419 LEU
1 C 427 GLU
1 C 430 SER
1 C 434 SER
1 C 436 GLN
1 C 444 ARG
1 C 452 ARG
1 C 473 SER
1 C 524 GLU
1 C 525 LYS
1 D 5 GLU
1 D 7 LYS
1 D 16 MET
1 D 18 LYS
1 D 28 LYS
1 D 36 ARG
1 D 42 LYS
1 D 51 LYS
1 D 55 SER
1 D 69 MET
1 D 72 GLN
1 D 75 ARG
1 D 76 GLU
1 D 7 VAL
1 D 79 SER
1 D 80 ARG
1 D 83 ASP
1 D 87 ASP
1 D 105 LYS
1 D 132 LYS
1 D 139 ASN
1 D 141 SER
1 D 146 GLN
1 D 155 GLU
1 D 156 SER
1 D 164 GLU
1 D 166 MET
1 D 167 GLN
1 D 168 ARG
1 D 172 GLU
1 D 181 LYS
1 D 183 MET

Continued on next page...
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Mol | Chain | Res | Type
1 D 196 ASP
1 D 197 ARG
1 D 204 PHE
1 D 206 THR
1 D 209 ASP
1 D 210 LYS
1 D 211 MET
1 D 214 GLU
1 D 216 GLU
1 D 217 ASP
1 D 221 LEU
1 D 222 LEU
1 D 225 LYS
1 D 229 SER
1 D 231 GLN
1 D 245 LYS
1 D 247 LEU
1 D 250 VAL
1 D 252 GLU
1 D 253 ASP
1 D 281 PHE
1 D 283 ASP
1 D 288 MET
1 D 290 GLN
1 D 295 LEU
1 D 315 ASP
1 D 316 MET
1 D 317 LEU
1 D 321 LYS
1 D 322 LYS
1 D 327 LYS
1 D 328 ASP
1 D 333 VAL
1 D 338 GLU
1 D 339 LYS
1 D 343 GLU
1 D 345 ARG
1 D 352 GLN
1 D 357 THR
1 D 362 ARG
1 D 365 LEU
1 D 367 GLU
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Mol | Chain | Res | Type
1 D 368 ARG
1 D 371 LYS
1 D 380 ARG
1 D 387 ILE
1 D 388 GLU
1 D 391 GLU
1 D 395 ARG
1 D 398 ASP
1 D 401 ASN
1 D 408 GLN
1 D 419 LEU
1 D 427 GLU
1 D 430 SER
1 D 434 SER
1 D 436 GLN
1 D 444 ARG
1 D 473 SER
1 D 524 GLU
1 D 525 LYS
1 E 5 GLU
1 E 7 LYS
1 E 16 MET
1 E 18 LYS
1 E 28 LYS
1 E 36 ARG
1 E 42 LYS
1 E 51 LYS
1 E 55 SER
1 E 64 ASP
1 E 69 MET
1 E 72 GLN
1 E 75 ARG
1 E 76 GLU
1 E 77 VAL
1 E 79 SER
1 E 80 ARG
1 E 83 ASP
1 E 87 ASP
1 E 105 LYS
1 E 132 LYS
1 E 139 ASN
1 E 141 SER

Continued on next page...
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Mol | Chain | Res | Type
1 E 146 GLN
1 E 155 GLU
1 E 156 SER
1 E 164 GLU
1 E 166 MET
1 E 167 GLN
1 E 168 ARG
1 E 172 GLU
1 E 181 LYS
1 E 183 MET
1 E 196 ASP
1 E 197 ARG
1 E 204 PHE
1 E 206 THR
1 E 209 ASP
1 E 210 LYS
1 E 211 MET
1 E 214 GLU
1 E 216 GLU
1 E 217 ASP
1 E 221 LEU
1 E 222 LEU
1 E 225 LYS
1 E 229 SER
1 E 231 GLN
1 E 245 LYS
1 E 247 LEU
1 E 250 VAL
1 E 252 GLU
1 E 253 ASP
1 E 281 PHE
1 E 283 ASP
1 E 288 MET
1 E 290 GLN
1 E 295 LEU
1 E 315 ASP
1 E 316 MET
1 E 317 LEU
1 E 321 LYS
1 E 322 LYS
1 E 327 LYS
1 E 328 ASP
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Mol | Chain | Res | Type
1 E 333 VAL
1 E 338 GLU
1 E 339 LYS
1 E 343 GLU
1 E 345 ARG
1 E 352 GLN
1 E 357 THR
1 E 362 ARG
1 E 365 LEU
1 E 367 GLU
1 E 368 ARG
1 E 371 LYS
1 E 380 ARG
1 E 387 ILE
1 E 388 GLU
1 E 391 GLU
1 E 395 ARG
1 E 398 ASP
1 E 401 ASN
1 E 408 GLN
1 E 419 LEU
1 E 427 GLU
1 E 430 SER
1 E 434 SER
1 E 436 GLN
1 E 444 ARG
1 E 473 SER
1 E 524 GLU
1 E 525 LYS
1 F 5 GLU
1 F 7 LYS
1 F 16 MET
1 F 18 LYS
1 F 28 LYS
1 F 36 ARG
1 F 42 LYS
1 F 51 LYS
1 F 55 SER
1 F 69 MET
1 F 72 GLN
1 F 75 ARG
1 F 76 GLU

Continued on next page...
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Mol | Chain | Res | Type
1 F 77 VAL
1 F 79 SER
1 F 80 ARG
1 F 83 ASP
1 F 87 ASP
1 F 105 LYS
1 F 132 LYS
1 F 139 ASN
1 F 141 SER
1 F 146 GLN
1 F 155 GLU
1 F 156 SER
1 F 164 GLU
1 F 166 MET
1 F 167 GLN
1 F 168 ARG
1 F 172 GLU
1 F 181 LYS
1 F 183 MET
1 F 196 ASP
1 F 197 ARG
1 F 204 PHE
1 F 206 THR
1 F 209 ASP
1 F 210 LYS
1 F 211 MET
1 F 214 GLU
1 F 216 GLU
1 F 217 ASP
1 F 221 LEU
1 F 222 LEU
1 F 225 LYS
1 F 229 SER
1 F 231 GLN
1 F 245 LYS
1 F 247 LEU
1 F 250 VAL
1 F 252 GLU
1 F 253 ASP
1 F 281 PHE
1 F 283 ASP
1 F 288 MET

Continued on next page...
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Mol | Chain | Res | Type
1 F 290 GLN
1 F 295 LEU
1 F 315 ASP
1 F 316 MET
1 F 317 LEU
1 F 321 LYS
1 F 322 LYS
1 F 327 LYS
1 F 328 ASP
1 F 333 VAL
1 F 338 GLU
1 F 339 LYS
1 F 343 GLU
1 F 345 ARG
1 F 352 GLN
1 F 357 THR
1 F 362 ARG
1 F 365 LEU
1 F 367 GLU
1 F 368 ARG
1 F 371 LYS
1 F 380 ARG
1 F 387 ILE
1 F 388 GLU
1 F 391 GLU
1 F 395 ARG
1 F 398 ASP
1 F 401 ASN
1 F 408 GLN
1 F 419 LEU
1 F 427 GLU
1 F 430 SER
1 F 434 SER
1 F 436 GLN
1 F 444 ARG
1 F 452 ARG
1 F 473 SER
1 F 524 GLU
1 F 525 LYS
1 G 5 GLU
1 G 7 LYS
1 G 10 SER
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Mol | Chain | Res | Type
1 G 16 MET
1 G 18 LYS
1 G 28 LYS
1 G 36 ARG
1 G 42 LYS
1 G 51 LYS
1 G 55 SER
1 G 69 MET
1 G 72 GLN
1 G 75 ARG
1 G 76 GLU
1 G 77 VAL
1 G 79 SER
1 G 80 ARG
1 G 83 ASP
1 G 87 ASP
1 G 105 LYS
1 G 132 LYS
1 G 139 ASN
1 G 141 SER
1 G 146 GLN
1 G 155 GLU
1 G 156 SER
1 G 164 GLU
1 G 166 MET
1 G 167 GLN
1 G 168 ARG
1 G 172 GLU
1 G 181 LYS
1 G 183 MET
1 G 196 ASP
1 G 197 ARG
1 G 204 PHE
1 G 206 THR
1 G 209 ASP
1 G 210 LYS
1 G 211 MET
1 G 214 GLU
1 G 216 GLU
1 G 217 ASP
1 G 221 LEU
1 G 222 LEU
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Mol | Chain | Res | Type
1 G 225 LYS
1 G 229 SER
1 G 231 GLN
1 G 245 LYS
1 G 247 LEU
1 G 250 VAL
1 G 252 GLU
1 G 253 ASP
1 G 281 PHE
1 G 283 ASP
1 G 288 MET
1 G 290 GLN
1 G 295 LEU
1 G 315 ASP
1 G 316 MET
1 G 317 LEU
1 G 321 LYS
1 G 322 LYS
1 G 327 LYS
1 G 328 ASP
1 G 333 VAL
1 G 338 GLU
1 G 339 LYS
1 G 343 GLU
1 G 345 ARG
1 G 352 GLN
1 G 357 THR
1 G 362 ARG
1 G 365 LEU
1 G 367 GLU
1 G 368 ARG
1 G 371 LYS
1 G 380 ARG
1 G 387 ILE
1 G 388 GLU
1 G 391 GLU
1 G 395 ARG
1 G 398 ASP
1 G 401 ASN
1 G 408 GLN
1 G 419 LEU
1 G 427 GLU
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Mol | Chain | Res | Type
1 G 430 SER
1 G 434 SER
1 G 436 GLN
1 G 444 ARG
1 G 452 ARG
1 G 473 SER
1 G 524 GLU
1 G 525 LYS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (69) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 68 ASN
1 A 72 GLN
1 A 97 GLN
1 A 139 ASN
1 A 153 ASN
1 A 194 GLN
1 A 231 GLN
1 A 348 GLN
1 A 352 GLN
1 A 480 ASN
1 B 68 ASN
1 B 72 GLN
1 B 97 GLN
1 B 139 ASN
1 B 153 ASN
1 B 194 GLN
1 B 231 GLN
1 B 348 GLN
1 B 352 GLN
1 B 480 ASN
1 C 37 ASN
1 C 68 ASN
1 C 72 GLN
1 C 97 GLN
1 C 139 ASN
1 C 153 ASN
1 C 194 GLN
1 C 231 GLN
1 C 348 GLN
1 C 352 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 C 480 ASN
1 D 68 ASN
1 D 72 GLN
1 D 139 ASN
1 D 153 ASN
1 D 194 GLN
1 D 231 GLN
1 D 348 GLN
1 D 352 GLN
1 D 480 ASN
1 E 68 ASN
1 E 72 GLN
1 E 97 GLN
1 E 139 ASN
1 E 153 ASN
1 E 231 GLN
1 E 348 GLN
1 E 352 GLN
1 E 480 ASN
1 F 68 ASN
1 F 72 GLN
1 F 97 GLN
1 F 139 ASN
1 F 153 ASN
1 F 194 GLN
1 F 231 GLN
1 F 348 GLN
1 F 352 GLN
1 F 480 ASN
1 G 68 ASN
1 G 72 GLN
1 G 97 GLN
1 G 139 ASN
1 G 153 ASN
1 G 194 GLN
1 G 231 GLN
1 G 348 GLN
1 G 352 GLN
1 G 480 ASN
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5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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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