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This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.
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A user guide is available at
http://wwpdb.org/validation /2016 /XrayValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)
Xtriage (Phenix) : 1.9-1692
EDS : 1rb-20026688
Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865
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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 3.00 A.

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

Metric Percentile Ranks Value
Riree NN | o 0.253
Clashscore N I . 19

I 0 0
| — 3.7

Ramachandran outliers

Sidechain outliers NN

RSRZ outliers [N 0.6%
Worse Better
0 Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 91344 1578 (3.00-3.00)
Clashscore 102246 1912 (3.00-3.00)
Ramachandran outliers 100387 1853 (3.00-3.00)
Sidechain outliers 100360 1856 (3.00-3.00)
RSRZ outliers 91569 1592 (3.00-3.00)

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

Mol | Chain | Length Quality of chain
1 A 547 65% 28%
1 B 547 65% 28%
1 C 547 : 63% 30%
1 D 547 61% 32%
1 E 547 : 65% 28%

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

Mol | Chain | Length Quality of chain
0/0
1 F 547 . 64% 29% e
1 G 547 65% 29% e
0/0
1 H 547 : 64% 29% .
0/0
1 I b47 : 62% 31% P
0/0
1 J 547 . 61% 32% e
1 K 547 62% 31% e
1 L 547 65% 28% e
°/°
1 M 547 . 65% 29% e
°/°
1 N 547 | ™ — o0, m—
8%
2 1 12 42% 58%
2 2 12 42% 58%
8%
2 O 12 42% 58%
2 P 12 42% 58%
2 Q 12 42% 58%
8%
2 R 12 42% 58%
8%
2 S 12 42% 58%
2 T 12 42% 58%
2 U 12 42% 58%
2 Vv 12 42% 58%
2 W 12 42% 58%
2 X 12 42% 58%
2 Y 12 42% 58%
2 7 12 75% 25%
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 55765 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a protein called groEL protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 525 3864 2403 667 774 20 0 0 0

Total C N O S
1 B 525 3864 2403 667 774 20 0 0 0

Total C N O S
1 C 525 3864 2403 667 774 20 0 0 0

Total C N 0O S
1 b 525 3864 2403 667 774 20 0 0 0

Total C N O S
1 b 525 3864 2403 667 774 20 0 0 0

Total C N O S
1 K 525 3864 2403 667 774 20 0 0 0

Total C N @) S
1 G 525 3864 2403 667 774 20 0 0 0

Total C N O S
1 H 525 3864 2403 667 774 20 0 0 0

Total C N @) S
1 I 525 3864 2403 667 774 20 0 0 0

Total C N O S
1 J 525 3864 2403 667 774 20 0 0 0

Total C N 0O S
1 K 525 3864 2403 667 774 20 0 0 0

Total C N O S
1 L 525 3864 2403 667 774 20 0 0 0

Total C N O S
1 M 525 3864 2403 667 774 20 0 0 0

Total C N O S
1 N 525 3864 2403 667 774 20 0 0 0

e Molecule 2 is a protein called 12-residue peptide substrate.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o [ (O NTI . [ 0
IR YRR
IR HEEEEE
IERN T HEEEEE
IR HEEEEE
IR H K
IR HEEEEE
IR K
IR HEEEEE
IRERN R HEEEEE
NN T HEEEEE
IR T HEEEEE
NN T HEE K
NN T HEEEEE
e Molecule 3 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 A 20 ngal 2% 0 0

3 B 29 ngal 209 0 0

3 C 12 T‘l)t;‘l 1% 0 0

3 D 22 Tgt;‘l 2% 0 0

3 D 19 T‘l)gal 1% 0 0

3 F 15 T‘l)gal 105 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 G 11 T(l)tlal ﬁ 0 0
3 H 13 T(l)tgal g 0 0
3 I 23 Tgtgal ;)3 0 0
3 J 10 T({Bal 3) 0 0
3 K 8 Togal g 0 0
3 L 10 T({Bal 3) 0 0
3 M 6 Togal (6? 0 0
3 N 15 T(l’t;‘l 105 0 0
$PrDE



IMNF

28%

65%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates

Full wwPDB X-ray Structure Validation Report

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

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

Page 7

omz aged £TEA mmi [ | mmuu #TEA appY
| geed $0TT €A faaa!
TTTH F 1283 THHA 1 ggTd zTed | EwhY
Lot ogeI 0zZEY [ | $6A TN THvA
60TV 622N 67€D 8EHA 1 f 0zeY [ |
[ | 1 | 81Ed . 061 0€zI 61€l 8EvA
5011 1221 LT 68L 622N [ ] [ ]
[ | | oger | 1 . 1 [ | o1ed sz
661 6124 o1e® 0Z¥I z8N 1221 [ ]

LOEW
6.8 81cd

W

o

=}

~ ©

Pt

o~

[ZY

~

o mm

[}

=
-
-

1 | oted | 90gn 8LY 1128 G0€I 0zvI
S1z1 G0EI H199 LLA | otem | [ |
061 | pred 1 £THY 9.8 qTeT Z0€s
681 £1zA z6z1 [ | N QLN vigd [ |
[ | 1 1620 LOBA 3 BLA £T2A 9621 »199
z8N %024 | oezd [ | £LH [ | [ | STHY
[ ] £0TA 6821 £68) TLh %024 621 TIPA
6.8 88TH [ | 1LY £0TL 1620 [ |
8LV 1 68EH 0Ld I | o6gh LO%A
LLA 0021 782U 691 6821 [ ]
9.8 66T 1 89N 0021 88zl €683
] 861D 1824 - 66Tk [ | [ |
BLA 1 1 994 8619 »82Y 68€N
£LH %670 st 1 [ | [ |
Lo €6TH 9.LZA 18€A 698 5610 1824
1LY 1 | quey 08e) 854 £6TH [ |
0.9 9878 BLTY [ | 18Y [ | 11T
691 a81a £1TA TLE% 1 9878 9.2TA
[ | I I 0LEV 183 | qlev 188
994 69EA 1 BLTY 08€3
[ | 2819 0.z1 89€Y 8HL 24 [ | °
18V 1 | 69z | Logd 5281 | lbd 2819 zLe1
[ | LLTA 8924 99gh [ | 9pY [ | 1LY %291
193 9LTL 192K [ | 6190 LLTA 0421 0LEY 1
[ | 99ZL €988 [ | ° 9LTL [ | 69EA 075A
8%L a9z T9gy gq1a1 2 L9TW 89gY 1
Lk $9CA [ | [ | Qo 5o 9921 | L9gd 005L
9%V #9178 £92A 6960 118y 1 39N 99gb 667
1 2921 8g€s 018A =) sEA $97d | %oen [ | 1
0973 1921 01 [ | ‘T LEN [ | £92A £9ed 96%d
1 1 667 = 1 09T% 2921 [ | | geva
mi LGTL 942D Nmma [ ] m 82y [ ] ﬁmﬂ mmmn «mﬂ
| ogra 96%d LTA LTL
LEN 8510 F 6%€1 | g6va & | 9ey | ogra 9929 zaeh SLEN
[ | %918 21t 8veh $69T — gza 981a — [ | 1
Leh £9IN 1 [ | [ | €2 [ | 6%€1 L9%N
[ | 1 6vz1 L€€9 mqu m omz mmum wmg 1
0zA 0871 | 8beT 9gen £9%S
[ | 1 1521 | ggen 19%N o0 9TH 9%1h 6921 avey 1
£1Y4 opTh 9pzd $EEQ [ | .. 1 [ | |81 [ | 09%a
1 1 avey ] £9%8 — £1d 6ETS 1521 vEEQ 1
69 618 424) TEEL [ | D 1 [ | 9%zd gSHA
. 84 1 £9TY | osel 09%3 .m .. 69 $ETT gy 1
L3 PETT THeN 6TEL [ | 5} m .84 [ | 34} 1971
[ en 1 iiZ41 82ea ggHA 2 3 ogTa BiZa1 62€L 05%d
sa 0gTH 0%ZA LTeN [ | ) m . en [ | zhey 8z€a Al
2 1 A 9zEN 4321 M < aa HTTA 3441 PXa] | 8vpE
I HTTA 8gga gze1 | oTevT < [ | 0%TA 9zeN LyH
| | | ween 08%d ° ) F 0g1I | eszy szer | ovey

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

Full wwPDB X-ray Structure Validation Report 1MNF

Page 8

1m

: groEL protei

e Molecule 1

30%

63%

€079

661

S61

*

06L
68L

180
28N
6.8

8.LY
LLA

9T

€14

69

LY

0
a

i2.S

L1TS

G121
%48
€1TA

bocd
€0TX

0021
66TA
861D

61D
£6TH

9872
G81d

281D

LLTA
9LTL

vo13

091X

LGTL

441a

0STI

9710

PPII

6ETS

YETT

TETT
0€TH

1747

0zTI

TTTH

60TV

LOTA

%011

96TL

2621
T62d

6821
88TH

8ty

1824

LlgH
9LTA

j2k4

0421

892
L9TH
9921
G9ZN
v9TA
€9TA
29e1
T9CL

96egH

i

[4s14cs

0§21
6921

PAZAS
9%ed
SheH
444
444
(44145
157414
0%cA

8€cH

gg€ed

3

0€TI
62TN

2Te1
T2e1

81¢d

£6€%

6Y€1

9EEA

veea

TEEL

62EL
8Ted
LTEN
9TEN
STEL

E€TEA
CTEeY
T2ER

61€d

91€a

0Tl

LOEW

S0€I

20€Ss

6190

01GA

6677

96%d

7691

SLYN

L9%N

£9%S

09%a

SGTA

£4%h

TS%1
08%d
677V

LYPNW

i

(4747}

8ETA

0Z%1

Ll

454
54

L0%A

€0%L

11

: groEL protei

e Molecule 1

32%

61%

Chain D

0 ~ ©
a D

|
06L
68L

8N

6.5
8LY
LLA

aL)
BLA
eL1
cLh
1LY

691
89N
938
994
291
LSY
T84

8L

©
<+
<

(4725

8EA
LEN

ved

8T
LTA

gsca

CTA

61D

9T

€14

69

]
70c4
€0CTR

0O o © o
0 OEED OEED D O
= = el
am =oc w4

{435

LLTA
OLTL

voTH

09T

LSTL

S41d
¥918
E€4TN
0STI
9Tl
6ETS

PETT

T€TT
0eTd

vCTA
e€TTV

0ZTI

TTTH

60TV

7071

00TI
661

S61

T62d

6821
88TH

8ty

LLTY
9LTA

j2x4
€LTA

0L2I

892
L9TH
99CL
S9TN
voTA
€9TA
2921
T9CL

962D

i

[4ct4cs

08cI
6%C1

L9271
9%ed
SveH
a4
£vey
(4448
15744
0%TA

8€TH

g€cd

0€TI

62N

(4448
T2T1

61¢4
81¢d
L1TS

G121
jA%4cS
€12A

LO%A

£6€Y

68EN

T8EA
081

TLEX
0LEY
69€A
89y

£9¢€d
2ogy

65ed
8G€S

€G€1
[4:f:4)

6vE1
8%Eh

LEED
9EEN

vEEQ

TEEL

3

62EL
8ced
LTeN
9TeEN
GTEI

DO - N m
=N NN
mmmmm
(=

L1€71

o1ed

LOEW

SG0€I

20€s

2621

Ta1

6190

YIGH

0TGA

6671

96%d

76%1

78%H

8%l

SLYN

L9PN

€9%S

09%3

687D

84%0

SS7A

0S%d
(44

PA44)

Ll

147478

8ETA

621

3

0Z%I

Ll

254
ETHY

1m

: groEL protei

e Molecule 1

0/ o

28%

65%

Chain E

3

0071

06L
68L

Z8N
6.8
8Ly
LLA
S
YLA
ELW
TLY
04D
691

1,93

(4724

8EA
LEN

vex

8cH
LTA

61D

OTH

€14

69

LA

Sa

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 1MNF

Page 9

{144

81¢d
L1TS

ST121

€1CA

v0cd

281D

8.L1d
LLTA
9LTL

vo13

097

LSTL

S91a

0STI

9% 1h

6ET1S

YETT

TETT
0€1d

vTIA

0Z1I

TN

%011

98TH

YA

4st4c

6%

L¥e1
9ved
Sven
474
574
[4%a
15744
0%TA
8€TH

SeTd

i

0€TI
6z

8ETA

0TvI

2540
1454

LO%A

L6€d

£6€X

68EN

T8EA
08eY

TLEX
0Ley
69€A
894

£9€3
[4lo s

65ed
85€S

TSED

6%€I

8%Eh

LEED
9EEN

TEEL

82ea
LTEN

GTEL

€TEN
cced

61€h

i44°H)

6190

S181
YIGH

TI8Y
0T1GA

00SL
6671

96%d

7691

SLPN

L9PN

€9%S

09%3

88%0

SS7A

TSPT

08%d

6%PY

(47478

1m

: groEL protei

e Molecule 1

%

29%

64%

Chain F

7011

661

S61

*

06L
68L

180
28N
6.8
8.LY
LLA
9L8
SiY
wLA
ELN
TLh

0LD
691

1,938
994

€938

L8V

8%

il

LEN

TZeT

81¢d
L1TS

S121
€1CA
v0cd

€0TA

0021
66TA
861D

610
€6TH

9813
S81d

281D

LLTA
9LTL

vo13

097

LSTL

§q1a
$91S
€9TN
0971
9%1h
6€1S

YETT

TETT
0€T=

vTIA

0Z1I

60TV

T0gSs
96CL

T6TI

9LTA

j2x4)
ELTA

79CA

[4st4cy

6721

L%21
9%ed
Sveu
474
574
(47208
3744
0%TA

8€cd

S€Td

EETH

0€TI
62N

LO%A
L6€3
£6€Y

68EW

T8€A
08€%

T.LEY
0LEV
69€A
89€Yd

99€l

£9€d
gy

639€d
8GES
€G€I

[4:1]

6%E1
8ved

LEED
9EEA

veea

TEEL

6ZEL
8Ted
Lzen
9TEN
STEIL

ETEN
114
0zev
61€l
ored
LOEW

S0€I

¥Ta1

619D

0TSA

66%A

96%d

w691

SLPN

LO%N

£9%S

09%3

8S¥%D

SGPA

1891

08%d
5441

VA 7474!

1

0T¥I

4540
844

11

: groEL protei

e Molecule 1

29%

65%

Chain G

3

S67

+

06L
68L

180

6.5

LLA

Ll

L8V

184

8YL

il

3

LTA

9T

€14

69

3

L3

<sa

|
81cd
L1TS

ST1T1

€1CA

v0Td
€0CTA

0021
66TA
861D

76Th
€6TH

98Td
S8Ta

281D

LLTA
9LTL

vota

09T

LGTL

SGTa

E€GTN
TSIV

6ETS

YETT

TETT
0€Td

{4479
eIV

0ZTI

TTTH

60TV

7011

661

G0€I

20€s

9621

26T
T62d

6821
88CTH

8ty

1824

LLTY
9LTA

i2x4)
€LTA

0421

L9TH
9921
S9TN

€92A
29T1
T92L

982D

baca
€92a
[4t4cs

6%CI

L%21
9%cd
i)
444
£¥ey
(47448
iz4 4
0%cA

8€cH

GgTd

0€TI

62CN

T2et

0TvI

24540
ETHY

LO%A

L6€d

£6€X

68EN

T8EA
08eY

TLEN

89

€9¢e3

6G€Q

veed

TSED

oseyd
6%€I
8%ED

LEED
9EEN

TEEL
6CEL
8cea
Lged
9CZEN
(438
€TEN

ozey
61€h

o1ex

LOEN

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IMNF

Page 10

YISH

TI8Y
0T8A

66%A

96%d

76%1

SLPN

LOPN

£€9%S

09%a

SG%A

TS%1

08%d
67HY

LYPH

A

(47478

8EYA

621

m

: groEL protei

e Molecule 1

29%

64%

00TI

Ll

06L
68.L

180

6.8
8.LY
LLA
9.4
S
viA
ELW

(4728

8EA
LEN

ven

LTA
9Ty

OTH

€14

OTN

o)
[

L3

Sa

3

S1C1

€TICA

¥0T4
€0CR

0021
66TA
861D

7610
€6TH

9814
S8Ta

281D
T18TL

LLTA
9LTL

YLIA

99TH

¥913

09T

LSTL

S9Ta

0STI

9%Th

6ETS

PETT

T€T1
0€Td

iZz47 %

0ZTI

TTTH

60TV

%011

T0ES

T6CI
162d

6821
88TH
.82V
¥8cy
1824

Lley
9.LTA

j2k4 )
ELTA

0TI

892
L9TH
99CL
992N
¥92A
£9¢CA
29T
1921

98zH

214
egea
[4ctac

6721

L9217
9¥%cd
sveH
474
374
{474}
15741
0vTA

8€cd

ge€ed

3

0€TI
6z

1221

8T2d
L7128

ETPY

LO¥A

£6e)

68EN

T8EA
08X

9LEA
TLEX
0LeY
69€A
89¢Y
£€9¢eH

65€d

vged
£9€I
[4eisli]

0gey
691
8%eh

9EEN

beea

TEEL

62EL
8¢ea
LTeN
9CTEN
GTeI

€TEN

TZEX
ozey
61€0
o1€d
LOEN

® SOEI

i44°h)

PISH

0T8A

6671

96%d

7691

SLPN

LOPN

€998

09%3

89%0
SS7A
TSPT

08%d
(44

PA 744}

Ll

(47478

8ETA

1472’}

0C¥%I

Ll

454

1m

: groEL protei

e Molecule 1

0/0

31%

62%

Chain [

S61
06L
68L
180
28N
6.8
8LY
LLA
9.3

BLA
ELN

TLY
0LD
691
994
€93

L8y

[428

LEN

veR

8TY

vicE
€1CA

vocd
€0TX

0021
661X
861D

610
€6TH

9813
4981a

281D

LLTA
9LTL

220

v913

097X

LGTL

441a
418
€9TN
0STI

971D

442}

6ETS

YETT

TETT
0€TH

1747
(444

0g1I

TIIH

%011

661

88TH

8ty
£8¢a

1824

LLTY
9LTA

j2X4
E€LTA

0.21

89z
L9TH
99TL
S9TN
v9TA
€9TA

T8€A
08N

9LEA

TLET

0LEV

9EEA

TEEL

6CEL
82Ea
LTEN
oTeN
STel

£TEA
cTed

6TED

LT1E€T

01€d

LOEW

S0€I

ToES

T6CI
1620

6821

¥Ta1

6190

S16I
YISH

118V
01GA

66%A

96%d

7691

SLYN

L9%N

£9%S

09%3

88%D

SG%A

1891

08%d

677V

(47478

8EWA

62%1

0Z¥%I

450
3544

LO%A

€0%L

£6€%

68EW

m

: groEL protei

e Molecule 1

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IMNF

Page 11

32%

61%

180

TLY

LSV

TSM

Eidd

8EA
LEN

8T

~
[
=

erddl

CTA

619D

9T

€14

69

L3

el

3

S1T1
vicH
g€1CA

¥0c4
€0Ck

0021
66TA
861D

7610
€6TH

9814
S81d

281D

LLTA
9LTL

vota

09TH

LGTL

S41d

0STI

9¥Th

6ETS

PETT

T€TT
oeTa

1449
e€TTV

0ZTI

TTTH

60TV

7071

00TI
661

G671

T62a

6821
88TH

8ty

18€A
08eY

TLET
TLEN
0LEY
69€A
89€Y

£9€d
[4ciots

6G€Q
8GES

L

vsgd

TSed

ogey
67€I
8veh

Shed

LEED
9EEN

veea
€EEI

TEEL

6CEL
8Teda
LTeN
oTeN
Ggel

€TEA
cTed
TCER

Ll

61€D

L1€T

1%
01€d

LOEW

S0€I

20gs

26CI

9T
gTsd
¥Ta1
PTIGW
0TSA
66%A

96%d

w691

SLPN

L9%N

£9%S

09%3

98%A

1991

0S%d
6%%V

VA 474!

Y1

{4747\

8EVA

[4574]

62%1

0Z¥%I

i452)
544

LO%A

L6€3

£6€%

68EW

m

: groEL protei

e Molecule 1

31%

62%

Chain K

68.L

81cd
L1TS

S1T1
e
€TCA

¥0T4
€£0Ck

0021
66TA
861D

761D
£6TH

98Td
S8Ta

281D

LLTA
9LTL

¥913

09TY

LGTL

sq1a
0STI
9%10
6ETS
BETT

T€TT
0€Td

¥TIA
344

0211
60TV
%071
00TI

661

96CL

6zc

L1448

452
ETPV

LO%A

£6€X

68EW

T8€A
08€X

TLEY
0LEV
69€A
89¢€Y

£9ed
cogd

6G€a
8G€S

£GET
[4:t]

6%ET
8ved

LEED
9EEA

veea

TEEL

6ZEL
8zed
Lzen
9TEN
STEL

£TEN
zTey
1Z€Y
(1434
61€h

ored
LOEW
S0€I

T0€s

4441

2csl

619D

Q18I
YISH

TISV
0TSA

6671

96%d

691

6C%1

0TvI

m

: groEL protei

e Molecule 1

28%

65%

Chain L

3

7011

007I

9T

€14

69

LY

sa

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



IMNF

Full wwPDB X-ray Structure Validation Report

Page 12

0€TI
62T

(444
144

81¢d
L12TS

S1271

€1CA

v0cd
€0TA

© [ 3 0 O O
OEEd OEmd O O
- = - -
5] = o ©w P

S81d

281D

LLTA
9LTL

$97H
09Ty
LSTL
gq1a
%91S
€9IN
0971
9% Th
6€1S

eI

TETT
0€Td

vTIA

0Z1I

LOEW

S0€I

20gs

962L

[ 414
1620

6821
88TH

v8cH

13:14S

LLTY
9LTA

j2x4)
E€LTA

0LgI

0Z%I

Ll

i34
ETHV

LO%A

£6€%

68EN

veea

TEEL

8TEa
LTEN

STEI

ETEN

1148

61€b

0T€ed

¥Ta1

ST6I
YISH

TSV
0TSGA

66%A

96%d

7691

SLYN

L9%N

£9%S

09%a

SG%A

1891

08%d
677V

PA 47

a4

e Molecule 1

(474728

8EVA

1m

groEL protei

29%

65%

%
B

Chain M

3

661

S6'1
v6A

06L
68.L

180

8N

6.LS
8LV

9.4
S
{238
ELN

TLY

690

1,93

LTA

619

9TH

€14

69

LA

sa

L1TS

ST121

€TICA

¥0T4
€£0CR

0021
66TA
861D

7610
€6TH

98Td
S8Ta

281D

LLTA
9LTL

¥918

09T

LGTL

9970

0STI

9%Th

6ETS

PETT

€11
0€Td

iz47 %
143

0ZTI

TTIH

60TV

%011

@ S0gI

T0ES

96CL

2621
162d

6821
88T

1824

9.TA
S.LavV
i2x4)
ELTA

0.L2I

9T

992L
S9TN

€9CA
{4148
1921

9429

2148

{414

6%CI

YA
oved
SveH
¥¥ed
5744
(444
154414
0%TA

8€cd

ge€ed

0€TI

6Zcl

1221

812d

0T%I
$1%D
£THY
|
607
| sova
LO%A
|
£6€3
|
68€N
°
186
08g) %291
| |
183 qT6T
0LEY 1
69EA TIqY
89gY 0TSA
| |
£9gd 667
29gY 8673
| 6wl
63£Q 96%d
8ges | s6va
1 651
€9EI 1
zagh QLPN
| |
6%61 L9PN
8vED 1
1 £9%S
LEED 1
9g€A 0978
| |
1€€L ggwA
| ogel |
62EL 1691
82€a 08%d
LTe iaal
9zeN | svem
GzeI Ly
T |
£2€A [
| A
67€h ThPA
| |
ored 8
| |
LOEW 6241
| o0e |

K
()]
(V)
*
<
«©

=

5]

—

o

-

o,

=)

S

o

P

o0

kE

2 *d

= ..

S Z

2 £

= <
=

° @)

661

S6'1

81c¢d
L1TS

STCT

€TCA

¥0T4
€£0CL

0021
66TA
861D

761D
€6TH

98Td
S8Ta

28T1H

*

LLTA
9LTL

Ll

¥913

09Ty

LGTL

i

S9Ta
%918
€GN
0S8TI
9vTh
6ETS

YETT

T1€T1
0€Td

iZ47%

0ZTI

60TV

%011

00TI

S0€I

T0€S

96CL

26TI

6821
88T

¥8cy

1824

Llew
9LTA

i2x4)
€LTA

0.TI

892
L9TH
99¢L
g9z
¥92A
£9zA
{44
1921

96z

[4ctac

6%CI

L%T1
9%2d
SveH
¥9ed
5744
(4aza
15744
0%TA

8€cd

gged

3

0€TI
6ze

1221

254
ETPY

LO¥A

L6€d

£6€X

68EN

T8EA
08eY

TLET
TLEN
oLey
69€A
89¢€Y
99eb
€9¢ed

6G€Q

€9€I
(44}

6%€I
8%Eh

LEED
9EEN

TEEL
6CEL
8cea
Lged
9CZEN
Gzel
€TEN

ozey
61€h

orex

LOEN

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 13 Full wwPDB X-ray Structure Validation Report 1IMNF

g Jmimimimy R P =i === = =i =S E = —C
=] 4 = = ~ < A 4 o =4 o 3] (%] = a = [ 2] = =] [ > B = =
e Molecule 2: 12-residue peptide substrate
8%
Chain O: 42% 58%
[
N M S W0 ~ o (3]
Ia E 8ls-sls
== B E = =] [
e Molecule 2: 12-residue peptide substrate
Chain P: 42% 58%
S B B H E
B B H B
e Molecule 2: 12-residue peptide substrate
Chain Q: 42% 58%
o < 0 N~ o o
Bk
e Molecule 2: 12-residue peptide substrate
8%
Chain R: 42% 58%
[
o < 0 ~ o o
I%I%%Isslsls
= BB = o =} A
e Molecule 2: 12-residue peptide substrate
8%
Chain S: 42% 58%
[ ]
sillz o= 2o M-
e B B H B
e Molecule 2: 12-residue peptide substrate
Chain T: 42% 58%

W602
T604
T605
w607
G608
L610
P612

e Molecule 2: 12-residue peptide substrate

WO RLDWIDE

er

PROTEIN DATA BANK



Page 14 Full wwPDB X-ray Structure Validation Report

IMNF

Chain U: 42% 58%
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4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 135.41A4  260.69A 148.69A .
Depositor
a, b, c, a, B,y 90.00°  100.94°  90.00°
. 20.01 - 3.00 Depositor
Resolution (4) 20.01 — 3.00 EDS
% Data completeness 83.4 (20.01-3.00) Depositor
(in resolution range) 83.5 (20.01-3.00) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 5.84 (at 2.98A) Xtriage
Refinement program CNS 1.0 Depositor
R R 0.236 ., 0.259 Depositor
» Phfree 0.232 , 0.253 DCC
Rfree test set 16677 reflections (9.95%) DCC
Wilson B-factor (A?) 40.9 Xtriage
Anisotropy 0.815 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.34 , 38.4 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| >=045, < L[?*>=0.28| Xtriage
Outliers 0 of 167654 reflections Xtriage
F,,F. correlation 0.87 EDS
Total number of atoms 55765 wwPDB-VP
Average B, all atoms (A?) 39.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 12.79% of the height of the origin peak. No significant pseudotranslation is de-
tected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

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

angles).
. Bond lengths Bond angles
Mol | Chain | pyioy'v 7155 | RMSZ | #|2] >5
1 A 0.37 0/3892 0.60 0/5254
1 B 0.39 0/3892 0.84 4/5254 (0.1%)
1 C 0.36 0/3892 0.60 0/5254
1 D 0.38 0/3892 0.60 0/5254
1 E 0.38 0/3892 0.60 0/5254
1 F 0.37 0/3892 0.59 0/5254
1 G 0.38 0/3892 0.59 0/5254
1 H 0.36 0/3892 0.60 0/5254
1 I 0.37 0/3892 0.60 0/5254
1 J 0.36 0/3892 0.59 0/5254
1 K 0.37 0/3892 0.60 0/5254
1 L 0.38 0/3892 0.59 0/5254
1 M 0.36 0/3892 0.66 3/5254 (0.1%)
1 N 0.37 0/3892 0.67 3/5254 (0.1%)
2 1 0.35 0/111 0.57 0/152
2 2 0.42 0/111 0.57 0/152
2 O 0.36 0/111 0.55 0/152
2 p 0.43 0/111 0.58 0/152
2 Q 0.43 0/111 0.56 0/152
2 R 0.37 0/111 0.55 0/152
2 S 0.38 0/111 0.57 0/152
2 T 0.34 0/111 0.57 0/152
2 U 0.42 0/111 0.56 0/152
2 \Y% 0.37 0/111 0.58 0/152
2 W 0.38 0/111 0.55 0/152
2 X 0.40 0/111 0.55 0/152
2 Y 0.40 0/111 0.56 0/152
2 Z 0.33 0/111 0.57 0/152
All All 0.37 | 0/56042 | 0.62 | 10/75684 (0.0%)

There are no bond length outliers.

All (10) bond angle outliers are listed below:
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 B 58 | ARG | NE-CZ-NH1 | -28.48 106.06 120.30
1 B 58 | ARG | NE-CZ-NH2 | 26.84 133.72 120.30
1 N 368 | ARG | NE-CZ-NH1 | -15.03 112.78 120.30
1 B 58 | ARG | CD-NE-CZ | 14.68 144.15 123.60
1 N 368 | ARG | NE-CZ-NH2 | 14.15 127.37 120.30
1 M 284 | ARG | NE-CZ-NH2 | 13.47 127.03 120.30
1 M 284 | ARG | NE-CZ-NH1 | -12.82 113.89 120.30
1 B 58 | ARG | CG-CD-NE | -7.40 96.26 111.80
1 N 368 | ARG | CD-NE-CZ | 5.90 131.86 123.60
1 M 284 | ARG | CD-NE-CZ | 5.03 130.65 123.60

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 3864 0 3989 149 0
1 B 3864 0 3989 145 0
1 C 3864 0 3989 151 1
1 D 3864 0 3989 168 0
1 E 3864 0 3989 151 0
1 F 3864 0 3989 151 0
1 G 3864 0 3989 149 1
1 H 3864 0 3989 158 1
1 I 3864 0 3989 159 0
1 J 3864 0 3989 162 2
1 K 3864 0 3989 161 0
1 L 3864 0 3989 151 1
1 M 3864 0 3989 149 0
1 N 3864 0 3989 155 0
2 1 104 0 91 8 0
2 2 104 0 91 8 0
2 O 104 0 91 8 0
2 P 104 0 91 9 0
2 Q 104 0 o1 10 0
2 R 104 0 91 11 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 S 104 0 91 9 0
2 T 104 0 91 9 0
2 U 104 0 91 9 0
2 \Y 104 0 91 9 0
2 W 104 0 91 9 0
2 X 104 0 91 8 0
2 Y 104 0 91 10 0
2 Z 104 0 91 6 0
3 A 20 0 0 2 0
3 B 29 0 0 4 0
3 C 12 0 0 0 0
3 D 22 0 0 0 0
3 D) 19 0 0 0 0
3 F 15 0 0 0 0
3 G 11 0 0 0 0
3 H 13 0 0 2 0
3 I 23 0 0 1 0
3 J 10 0 0 3 0
3 K 8 0 0 0 0
3 L 10 0 0 1 0
3 M 6 0 0 0 0
3 N 15 0 0 3 0

All All 35765 0 57120 2085 3

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 19.

All (2085) 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:L:183:LEU:H 1:L:383:ALA:HB3 1.08 1.18
1:B:183:LEU:H 1:B:383:ALA:HB3 1.06 1.16
1:K:183:LEU:H 1:K:383:ALA:HB3 1.08 1.16
1:J:183:LEU:H 1:J:383:ALA:HB3 1.09 1.15
1:C:183:LEU:H 1:C:383:ALA:HB3 1.09 1.14
1:1:183:LEU:H 1:1:383:ALA:HB3 1.08 1.13
1:M:183:LEU:H 1:M:383:ALA:HB3 1.11 1.13
1:H:183:LEU:H 1:H:383:ALA:HB3 1.07 1.12
1:N:183:LEU:H 1:N:383:ALA:HB3 1.11 1.12
1:F:183:LEU:H 1:F:383:ALA:HB3 1.12 1.10
1:E:183:LEU:H 1:E:383:ALA:HB3 1.05 1.10

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

1:D:183:LEU:H 1:D:383:ALA:HB3 1.02 1.10
1:A:183:LEU:H 1:A:383:ALA:HB3 1.11 1.09
1:G:183:LEU:H 1:G:383:ALA:HB3 1.10 1.05
1:D:383:ALA:HB1 1:E:281:PHE:HZ 1.23 1.01
1:C:46:ALA:HB2 1:D:76:GLU:HG3 1.45 0.97
1:F:46:ALA:HB2 1:G:76:GLU:HG3 1.44 0.97
1:K:265:ASN:HD21 2:Y:610:LEU:H 1.16 0.94
1:C:265:ASN:HD21 2:Q:610:LEU:H 1.17 0.93
1:1:46:ALA:HB2 1:J:76:GLU:HG3 1.52 0.92
1:F:46:ALA:CB 1:G:76:GLU:HG3 1.99 0.91
1:B:383:ALA:HBI1 1:C:281:PHE:HZ 1.35 0.91
1:D:183:LEU:N 1:D:383:ALA:HB3 1.86 0.90
1:H:383:ALA:HBI1 1:1:281:PHE:HZ 1.37 0.90
1:A:281:PHE:HZ 1:G:383:ALA:HB1 1.37 0.89
1:A:46:ALA:HB2 1:B:76:GLU:HG3 1.54 0.89
1:1:46:ALA:CB 1:J:76:GLU:HG3 2.03 0.89
1:1:229:ASN:OD1 1:1:231:ARG:HB2 1.74 0.88
1:E:183:LEU:N 1:E:383:ALA:HB3 1.89 0.88
1:D:383:ALA:HB1 1:E:281:PHE:CZ 2.09 0.87
1:M:229:ASN:OD1 1:M:231:ARG:HB2 1.74 0.87
1:B:183:LEU:N 1:B:383:ALA:HB3 1.90 0.86
1:H:229:ASN:OD1 1:H:231:ARG:HB2 1.75 0.86
1:K:183:LEU:N 1:K:383:ALA:HB3 1.91 0.85
1:C:46:ALA:CB 1:D:76:GLU:HG3 2.05 0.85
1:D:265:ASN:HD21 2:R:610:LEU:H 1.23 0.85
1:L:183:LEU:N 1:1:383:ALA:HB3 1.92 0.85
1:L:265:ASN:HD21 2:7:610:LEU:H 1.21 0.84
1:J:183:LEU:N 1:J:383:ALA:HB3 1.92 0.84
1:F:265:ASN:HD21 2:T:610:LEU:H 1.26 0.83
1:B:412:VAL:HG21 3:B:1206:HOH:O 1.79 0.83
1:C:183:LEU:N 1:C:383:ALA:HB3 1.94 0.83
1:1L:229:ASN:OD1 1:L:231:ARG:HB2 1.79 0.83
1:J:526:LYS:HG3 3:J:1175:HOH:O 1.77 0.83
1:1:183:LEU:N 1:1:383:ALA:HB3 1.92 0.82
1:J:46:ALA:CB 1:K:76:GLU:HG3 2.08 0.82
1:A:46:ALA:CB 1:B:76:GLU:HG3 2.07 0.82
1:H:183:LEU:N 1:H:383:ALA:HB3 1.91 0.82
1:M:183:LEU:N 1:M:383:ALA:HB3 1.95 0.82
1:B:383:ALA:HB1 1:C:281:PHE:CZ 2.15 0.81
1:J:229:ASN:OD1 1:J:231:ARG:HB2 1.80 0.81
1:A:183:LEU:N 1:A:383:ALA:HB3 1.95 0.81

Continued on next page...




Page 21

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:G:183:LEU:N 1:G:383:ALA:HB3 1.94 0.80
1:M:46:ALA:HB2 1:N:76:GLU:HG3 1.62 0.80
1:K:82:ASN:HB2 1:K:89: THR:HG23 1.64 0.80
1:A:229:ASN:OD1 1:A:231:ARG:HB2 1.81 0.79
1:M:46:ALA:CB 1:N:76:GLU:HG3 2.11 0.79
1:1:183:LEU:HD23 1:1:384:ALA:HB2 1.65 0.79
1:B:265:ASN:HD21 2:P:610:LEU:H 1.30 0.79
1:F:229:ASN:OD1 1:F:231:ARG:HB2 1.84 0.78
1:G:229:ASN:OD1 1:G:231:ARG:HB2 1.83 0.78
1:E:229:ASN:OD1 1:E:231:ARG:HB2 1.83 0.78
1:H:76:GLU:HG3 1:N:46:ALA:CB 2.12 0.78
1:B:82:ASN:HB2 1:B:89: THR:HG23 1.66 0.78
1:B:229:ASN:OD1 1:B:231:ARG:HB2 1.84 0.78
1:J:46:ALA:HB2 1:K:76:GLU:HG3 1.66 0.78
1:H:183:LEU:HD23 1:H:384:ALA:HB2 1.66 0.78
1:A:82:ASN:HB2 1:A:89:THR:HG23 1.66 0.78
1:J:383:ALA:HB1 1:K:281:PHE:HZ 1.47 0.78
1:A:183:LEU:HD23 1:A:384:ALA:HB2 1.65 0.78
1:M:265:ASN:HD21 2:1:610:LEU:H 1.32 0.77
1:E:46:ALA:CB 1:F:76:GLU:HG3 2.13 0.77
1:J:193:-MET:HE1 1:J:292:ILE:HG12 1.66 0.77
1:D:229:ASN:OD1 1:D:231:ARG:HB2 1.83 0.77
1:1:82: ASN:HB2 1:1L:89: THR:HG23 1.66 0.77
1:F:82:ASN:HB2 1:F:89: THR:HG23 1.64 0.77
1:M:82:ASN:HB2 1:M:89: THR:HG23 1.66 0.77
1:H:82:ASN:HB2 1:H:89:THR:HG23 1.66 0.77
1:K:381:VAL:HG21 1:K:393:LYS:HA 1.67 0.77
1:E:183:LEU:HD23 1:E:384:ALA:HB2 1.66 0.77
1:N:82:ASN:HB2 1:N:89: THR:HG23 1.66 0.77
1:N:229:ASN:OD1 1:N:231:ARG:HB2 1.85 0.77
1:N:183:LEU:HD23 1:N:384:ALA:HB2 1.67 0.77
1:G:183:LEU:HD23 1:G:384:ALA:HB2 1.67 0.77
1:J:82:ASN:HB2 1:J:89:THR:HG23 1.67 0.77
1:F:183:LEU:N 1:F:383:ALA:HB3 1.96 0.76
1:E:183:LEU:H 1:E:383:ALA:CB 1.94 0.76
1:G:82:ASN:HB2 1:G:89: THR:HG23 1.67 0.76
1:K:496:PRO:O 1:K:499:VAL:HG12 1.84 0.76
1:H:265:ASN:HD21 2:V:610:LEU:H 1.28 0.76
1:M:183:LEU:HD23 | 1:M:384:ALA:HB2 1.67 0.76
1:N:183:LEU:N 1:N:383:ALA:HB3 1.95 0.76
1:1:82: ASN:HB2 1:1:89: THR:HG23 1.67 0.76
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:B:46:ALA:CB 1:C:76:GLU:HG3 2.16 0.76
1:F:193:MET:HE1 1:F:292:ILE:HG12 1.68 0.76
1:N:496:PRO:O 1:N:499:VAL:HG12 1.85 0.76
1:C:82:ASN:HB2 1:C:89: THR:HG23 1.68 0.76
1:B:183:LEU:HD23 1:B:384:ALA:HB2 1.66 0.76
1:D:82:ASN:HB2 1:D:89:THR:HG23 1.67 0.76
1:K:183:LEU:HD23 1:K:384:ALA:HB2 1.66 0.76
1:A:281:PHE:CZ 1:G:383:ALA:HB1 2.21 0.75
1:F:381:VAL:HG21 1:F:393:LYS:HA 1.68 0.75
1:1L:262:LEU:O 1:1L:266: THR:HG23 1.87 0.75
1:E:265:ASN:HD21 2:5:610:LEU:H 1.31 0.75
1:H:76:GLU:HG3 1:N:46:ALA:HB2 1.69 0.75
1:F:183:LEU:HD23 1:F:384:ALA:HB2 1.69 0.75
1:A:265:ASN:HD21 2:0:610:LEU:H 1.34 0.75
1:J:183:LEU:HD23 1:J:384:ALA:HB2 1.68 0.75
1:H:383:ALA:HB1 1:1:281:PHE:CZ 2.21 0.75
1:1:381:VAL:HG21 1:1:393:LYS:HA 1.69 0.75
1:C:229:ASN:OD1 1:C:231:ARG:HB2 1.87 0.74
1:H:381:VAL:HG21 1:H:393:LYS:HA 1.70 0.74
1:L:183:LEU:HD23 1:L:384:ALA:HB2 1.68 0.74
1:D:183:LEU:H 1:D:383:ALA:CB 1.91 0.74
1:C:183:LEU:HD23 1:C:384:ALA:HB2 1.68 0.74
1:K:262:LEU:O 1:K:266: THR:HG23 1.87 0.74
1:C:381:VAL:HG21 1:C:393:LYS:HA 1.69 0.74
1:1:381: VAL:HG21 1:1:393:LYS:HA 1.70 0.74
1:K:46:ALA:CB 1:L:76:GLU:HG3 2.17 0.74
1:D:262:LEU:O 1:D:266: THR:HG23 1.88 0.74
1:C:193:MET:CE 1:C:292:1LE:HG12 2.18 0.74
1:M:171:LYS:HB2 1:M:407:VAL:HG11 1.70 0.74
1:G:381:VAL:HG21 1:GG:393:LYS:HA 1.70 0.73
1:E:82:ASN:HB2 1:E:89: THR:HG23 1.69 0.73
1:J:496:PRO:O 1:J:499:VAL:HG12 1.88 0.73
1:G:265:ASN:HD21 2:U:610:LEU:H 1.35 0.73
1:M:496:PRO:O 1:M:499:VAL:HG12 1.87 0.73
1:E:46:ALA:HB2 1:F:76:GLU:HG3 1.69 0.73
1:F:193:MET:CE 1:F:292:ILE:HG12 2.17 0.73
1:C:262:LEU:O 1:C:266: THR:HG23 1.89 0.73
1:D:183:LEU:HD23 1:D:384:ALA:HB2 1.69 0.73
1:N:381:VAL:HG21 1:N:393:LYS:HA 1.71 0.73
1:N:265:ASN:HD21 2:2:610:LEU:H 1.34 0.73
1:G:57:ALA:O 1:G:75:LYS:HE3 1.88 0.73
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:J:193:MET:CE 1:J:292:ILE:HG12 2.18 0.73
1:E:381:VAL:HG21 1:E:393:LYS:HA 1.71 0.73
1:E:171:LYS:HB2 1:E:407:VAL:HG11 1.70 0.73
1:J:381:VAL:HG21 1:J:393:LYS:HA 1.71 0.73
1:D:381:VAL:HG21 1:D:393:LYS:HA 1.71 0.72
1:F:496:PRO:O 1:F:499:VAL:HG12 1.88 0.72
1:B:381:VAL:HG21 1:B:393:LYS:HA 1.71 0.72
1:H:281:PHE:HZ 1:N:383:ALA:HBI1 1.55 0.72
1:B:171:LYS:HB2 1:B:407:VAL:HG11 1.72 0.72
1:A:262:LEU:O 1:A:266: THR:HG23 1.89 0.72
1:N:171:LYS:HB2 1:N:407:VAL:HG11 1.70 0.72
1:K:229:ASN:OD1 1:K:231:ARG:HB2 1.88 0.72
1:F:171:LYS:HB2 1:F:407:VAL:HG11 1.70 0.72
1:K:171:LYS:HB2 1:K:407:VAL:HG11 1.72 0.72
1:1:265:ASN:HD21 2:W:610:.LEU.H 1.35 0.72
1:I:183:LEU:H 1:1:383:ALA:CB 1.97 0.72
1:L:171:LYS:HB2 1:L:407:VAL:HG11 1.72 0.72
1:C:171:LYS:HB2 1:C:407:VAL:HG11 1.70 0.72
1:H:496:PRO:O 1:H:499:VAL:HG12 1.89 0.72
1:K:183:LEU:H 1:K:383:ALA:CB 1.96 0.72
1:A:381:VAL:HG21 1:A:393:LYS:HA 1.72 0.72
1:B:262:LEU:O 1:B:266: THR:HG23 1.90 0.71
1:1:383:ALA:HB1 1:M:281:PHE:HZ 1.55 0.71
1:M:381:VAL:HG21 1:M:393:LYS:HA 1.72 0.71
1:D:171:LYS:HB2 1:D:407:VAL:HG11 1.72 0.71
1:L:183:LEU:H 1:1:383:ALA:CB 1.97 0.71
1:B:183:LEU:H 1:B:383:ALA:CB 1.96 0.71
1:H:171:LYS:HB2 1:H:407:VAL:HG11 1.72 0.71
1:L:265:ASN:ND2 2:7:610:LEU:H 1.88 0.71
1:1:262:LEU:O 1:1:266: THR:HG23 1.90 0.71
1:A:171:LYS:HB2 1:A:407:VAL:HG11 1.73 0.71
1:G:171:LYS:HB2 1:G:407:VAL:HG11 1.72 0.71
1:A:77:VAL:HG21 1:A:510:VAL:HB 1.72 0.70
1:H:183:LEU:H 1:H:383:ALA:CB 1.96 0.70
1:A:78:ALA:O 1:A:89:THR:HG22 1.91 0.70
1:J:183:LEU:H 1:J:383:ALA:CB 1.97 0.70
1:E:383:ALA:HB1 1:F:281:PHE:HZ 1.54 0.70
1:N:262:LEU:O 1:N:266: THR:HG23 1.91 0.70
1:H:78:ALA:O 1:H:89: THR:HG22 1.90 0.70
1:J:171:LYS:HB2 1:J:407:VAL:HG11 1.73 0.70
1:A:496:PRO:O 1:A:499:VAL:HG12 1.91 0.70
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:496:PRO:O 1:C:499:VAL:HG12 1.92 0.70
1:B:77:VAL:HG21 1:B:510:VAL:HB 1.74 0.70
1:C:77:VAL:HG21 1:C:510:VAL:HB 1.74 0.69
1:1L:496:PRO:O 1:1:499:VAL:HG12 1.91 0.69
1:M:262:LEU:O 1:M:266: THR:HG23 1.92 0.69
1:K:46:ALA:HB2 1:L:76:GLU:HG3 1.73 0.69
1:N:183:LEU:H 1:N:383:ALA:CB 1.99 0.69
1:D:78:ALA:O 1:D:89:THR:HG22 1.91 0.69
1:F:262:LEU:O 1:F:266: THR:HG23 1.92 0.69
1:D:496:PRO:O 1:D:499:VAL:HG12 1.92 0.69
1:1:46:ALA:CB 1:M:76:GLU:HG3 2.23 0.69
1:1:171:LYS:HB2 1:1:407:VAL:HG11 1.73 0.69
1:M:78:ALA:O 1:M:89: THR:HG22 1.92 0.69
1:J:265:ASN:HD21 2:X:610:LEU:H 1.39 0.69
1:K:265:ASN:ND2 2:Y:610:LEU:H 1.88 0.69
1:E:496:PRO:O 1:E:499:VAL:HG12 1.93 0.69
1:B:496:PRO:O 1:B:499:VAL:HG12 1.92 0.68
1:A:76:GLU:HG3 1:G:46:ALA:CB 2.23 0.68
1:F:77:VAL:HG21 1:F:510: VAL:HB 1.74 0.68
1:J:77:VAL:HG21 1:J:510:VAL:HB 1.75 0.68
1:1:496:PRO:O 1:1:499:VAL:HG12 1.92 0.68
1:L:77:VAL:HG21 1:1.:510:VAL:HB 1.76 0.68
1:G:262:LEU:O 1:G:266: THR:HG23 1.94 0.68
1:E:193:MET:CE 1:E:292:ILE:HG12 2.23 0.68
1:E:77:VAL:HG21 1:E:510:VAL:HB 1.75 0.68
1:M:193:MET:CE 1:M:292:ILE:HG12 2.23 0.68
1:A:13:ARG:HD3 3:A:1143:HOH:O 1.94 0.68
1:D:46:ALA:CB 1:E:76:GLU:HG3 2.23 0.68
1:1:193:MET:HE1 1:1:292:.1LE:HG12 1.76 0.68
1:E:193:MET:HE1 1:E:292:ILE:HG12 1.76 0.68
1:D:193:MET:CE 1:D:292:ILE:HG12 2.22 0.68
1:G:78:ALA:O 1:G:89: THR:HG22 1.94 0.68
1:B:221:LEU:HD23 1:B:249:ILE:HD12 1.75 0.68
1:I:77:VAL:HG21 1:1:510: VAL:HB 1.75 0.68
1:J:262:LEU:O 1:J:266: THR:HG23 1.94 0.68
1:C:78:ALA:O 1:C:89: THR:HG22 1.94 0.67
1:H:262:LEU:O 1:H:266: THR:HG23 1.94 0.67
1:C:265:ASN:ND2 2:QQ:610:LEU:H 1.89 0.67
1:N:359:ASP:O 1:N:363:GLU:HG2 1.95 0.67
1:K:449:ALA:HB3 1:K:450:PRO:HD3 1.76 0.67
1:J:78:ALA:O 1:J:89: THR:HG22 1.94 0.67

Continued on next page...




Page 25 Full wwPDB X-ray Structure Validation Report 1IMNF

Continued from previous page...

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

1:H:46:ALA:CB 1:1:76:GLU:HG3 2.24 0.67
1:M:183:LEU:H 1:M:383:ALA:CB 2.00 0.67
1:C:221:LEU:HD23 1:C:249:1LE:HD12 1.77 0.67
1:H:359:ASP:O 1:H:363:GLU:HG2 1.95 0.67
1:G:496:PRO:O 1:G:499:VAL:HG12 1.94 0.67
1:A:229:ASN:ND2 1:G:270:ILE:HA 2.10 0.67
1:B:193:MET:CE 1:B:292:1LE:HG12 2.24 0.67
1:C:183:LEU:H 1:C:383:ALA:CB 1.99 0.67
1:1:383:ALA:HB1 1:J:281:PHE:HZ 1.60 0.67
1:B:78:ALA:O 1:B:89: THR:HG22 1.95 0.67
1:B:46:ALA:HB2 1:C:76:GLU:HG3 1.75 0.67
1:E:183:LEU:O 1:E:184:GLN:HB2 1.96 0.66
1:1:231:ARG:NH1 2:W:612:PRO:O 2.29 0.66
1:N:57:ALA:O 1:N:75:LYS:HE3 1.94 0.66
1:N:77:VAL:HG21 1:N:510:VAL:HB 1.77 0.66
1:B:359:ASP:O 1:B:363:GLU:HG2 1.95 0.66
1:J:359:ASP:O 1:J:363:GLU:HG2 1.95 0.66
1:F:46:ALA:HB?2 1:G:76:GLU:CG 2.21 0.66
1:B:270:ILE:HA 1:C:229:ASN:ND2 2.11 0.66
1:1:193:MET:CE 1:1:292:.1LE:HG12 2.25 0.66
1:D:221:LEU:HD23 1:D:249:ILE:HD12 1.76 0.66
1:G:193:MET:CE 1:G:292:ILE:HG12 2.25 0.66
1:N:193:-MET:CE 1:N:292:1ILE:-HG12 2.25 0.66
1:H:77:-VAL:HG21 1:H:510:VAL:HB 1.76 0.66
1:H:193:-MET:CE 1:H:292:ILE:HG12 2.26 0.66
1:N:78:ALA:O 1:N:89:THR:HG22 1.94 0.66
1:C:449:ALA:HB3 1:C:450:PRO:HD3 1.78 0.66
1:C:193:MET:HE1 1:C:292:1LE:HG12 1.76 0.66
1:G:77:VAL:HG21 1:G:510:VAL:HB 1.77 0.66
1:H:348: GLN:O 1:H:352: GLN:HG2 1.96 0.66
1:N:183:LEU:O 1:N:184:GLN:HB2 1.95 0.66
1:A:183:LEU:H 1:A:383:ALA:CB 2.00 0.65
1:A:221:LEU:HD23 1:A:249:ILE:HD12 1.78 0.65
1:1L:193:MET:CE 1:L:292:1LE:HG12 2.26 0.65
1:F:183:LEU:H 1:F:383:ALA:CB 2.02 0.65
1:K:78:ALA:O 1:K:89: THR:HG22 1.96 0.65
1:K:193:MET:CE 1:K:292:1LE:HG12 2.26 0.65
1:K:383:ALA:HB1 1:L:281:PHE:HZ 1.61 0.65
1:B:183:LEU:O 1:B:184:GLN:HB2 1.97 0.65
1:E:78:ALA:O 1:E:89:THR:HG22 1.95 0.65
1:M:77:VAL:HG21 1:M:510:VAL:HB 1.79 0.65
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:D:77:VAL:HG21 1:D:510:VAL:HB 1.79 0.65
1:I:57:ALA:O 1:1:75:LYS:HE3 1.95 0.65
1:1:449:ALA:HB3 1:1L:450:PRO:HD3 1.78 0.65
1:1:348: GLN:O 1:1:352: GLN:HG2 1.97 0.65
1:D:359:ASP:0O 1:D:363:GLU:HG2 1.96 0.65
1:K:183:LEU:O 1:K:184:GLN:HB2 1.97 0.65
1:H:221:LEU:HD23 1:H:249:ILE:HD12 1.79 0.65
1:F:70:GLY:HA2 1:F:73:MET:HE2 1.78 0.64
1:E:262:LEU:O 1:E:266: THR:HG23 1.97 0.64
1:K:221:LEU:HD23 1:K:249:1LE:HD12 1.80 0.64
1:H:46:ALA:HB2 1:1:76:GLU:HG3 1.79 0.64
1:E:266: THR:HG21 1:E:273:VAL:H 1.62 0.64
1:J:69:MET:O 1:.J:73:MET:HG3 1.97 0.64
1:1:359:ASP:O 1:1:363:GLU:HG2 1.98 0.64
1:1:183:LEU:O 1:1:184:GLN:HB2 1.97 0.64
1:G:183:LEU:H 1:G:383:ALA:CB 1.99 0.64
1:K:359:ASP:0O 1:K:363:GLU:HG2 1.97 0.64
1:C:183:LEU:O 1:C:184:GLN:HB2 1.98 0.64
1:D:183:LEU:O 1:D:184:GLN:HB2 1.98 0.64
1:N:221:LEU:HD23 1:N:249:ILE:HD12 1.79 0.64
1:C:109:ALA:HB2 1:K:109:ALA:HB2 1.79 0.64
1:E:70:GLY:HA2 1:E:73:MET:HE2 1.79 0.64
1:G:183:LEU:O 1:G:184:GLN:HB2 1.96 0.64
1:D:284:ARG:O 1:D:288:MET:HG3 1.97 0.64
1:J:183:LEU:O 1:J:184:GLN:HB2 1.98 0.63
1:N:348:GLN:O 1:N:352:GLN:HG2 1.98 0.63
1:H:193:MET:HE1 1:H:292:ILE:HG12 1.81 0.63
1:H:284:ARG:O 1:H:288:MET:HG3 1.96 0.63
1:J:348:GLN:O 1:J:352:GLN:HG2 1.98 0.63
1:1L:46:ALA:HB2 1:M:76:GLU:HG3 1.79 0.63
1:K:69:MET:O 1:K:73:MET:HG3 1.99 0.63
1:M:359:ASP:O 1:M:363:GLU:HG2 1.98 0.63
1:A:218:PRO:HB3 1:A:246:PRO:HG2 1.81 0.63
1:M:348:GLN:O 1:M:352:GLN:HG2 1.99 0.63
1:B:348:GLN:O 1:B:352:GLN:HG2 1.99 0.63
1:B:82: ASN:HB2 1:B:89: THR:CG2 2.29 0.63
1:K:230:ILE:HD13 1:K:261: THR:CG2 2.28 0.63
1:C:57:ALA:O 1:C:75:LYS:HE3 1.99 0.63
1:K:284:ARG:O 1:K:288:MET:HG3 1.98 0.63
1:F:57:ALA:O 1:F:75:LYS:HE3 1.97 0.63
1:K:77:VAL:HG21 1:K:510:VAL:HB 1.81 0.63
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:G:449:ALA:HB3 1:G:450:PRO:HD3 1.80 0.63
1:E:221:LEU:HD23 1:E:249:1LE:HD12 1.79 0.63
1:D:449:ALA:HB3 1:D:450:PRO:HD3 1.80 0.63
1:G:266: THR:HG21 1:G:273:VAL:H 1.64 0.63
1:H:229:ASN:ND2 1:N:270:ILE:HA 2.14 0.63
1:A:348:GLN:O 1:A:352:GLN:HG2 1.99 0.63
1:K:130:GLU:HB3 1:K:422:VAL:HG22 1.80 0.63
1:H:57:ALA:O 1:H:75:LYS:HE3 1.99 0.62
1:A:71:ALA:O 1:A:75:LYS:HB2 1.99 0.62
1:J:383:ALA:HB1 1:K:281:PHE:CZ 2.32 0.62
1:C:230:ILE:HD13 1:C:261: THR:CG2 2.28 0.62
1:D:348:GLN:O 1:D:352:GLN:HG2 1.98 0.62
1:C:359:ASP:O 1:C:363:GLU:HG2 1.99 0.62
1:D:202:PRO:O 1:D:203: TYR:HB2 1.99 0.62
1:A:183:LEU:O 1:A:184:GLN:HB2 1.99 0.62
1:H:183:LEU:O 1:H:184:GLN:HB2 1.99 0.62
1:F:82:ASN:HB2 1:F:89: THR:CG2 2.29 0.62
1:G:230:ILE:HD13 1:G:261: THR:CG2 2.29 0.62
1:M:266: THR:HG21 1:M:273:VAL:H 1.64 0.62
1:B:57:ALA:O 1:B:75:LYS:HE3 1.99 0.62
1:G:359:ASP:O 1:G:363:GLU:HG2 1.99 0.62
1:B:284:ARG:O 1:B:288:MET:HG3 1.99 0.62
1:M:193:MET:HE1 1:M:292:ILE:HG12 1.80 0.62
1:M:218:PRO:HB3 1:M:246:PRO:HG2 1.81 0.62
1:A:359:ASP:O 1:A:363:GLU:HG2 2.00 0.62
1:L:183:LEU:O 1:L:184:GLN:HB2 2.00 0.62
1:A:193:MET:CE 1:A:292:ILE:HG12 2.29 0.62
1:D:266: THR:HG21 1:D:273:VAL:H 1.65 0.61
1:C:130:GLU:HB3 1:C:422:VAL:HG22 1.82 0.61
1:A:109:ALA:HB2 1:M:109:ALA:HB2 1.82 0.61
1:M:183:LEU:O 1:M:184:GLN:HB2 1.99 0.61
1:H:270:ILE:HD13 2:V:608:GLY:HA3 1.82 0.61
1:L:348:GLN:O 1:L:352:GLN:HG2 1.99 0.61
1:M:221:LEU:HD23 | 1:M:249:ILE:HD12 1.80 0.61
1:E:284:ARG:O 1:E:288:MET:HG3 1.99 0.61
1:C:194:GLN:O 1:C:371:LYS:HE3 2.00 0.61
1:1:202:PRO:O 1:1:203: TYR:HB2 2.00 0.61
1:M:417:VAL:HA 1:M:420:ILE:HG22 1.82 0.61
1:J:70:GLY:HA2 1:J:73:MET:HE2 1.82 0.61
1:B:449:ALA:HB3 1:B:450:PRO:HD3 1.83 0.61
1:L:271:VAL:HG12 | 1:L:273:VAL:HG23 1.83 0.61
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Atom-1 Atom-2 distance (A) | overlap (A)

1:A:82:ASN:HB2 1:A:89:THR:CG2 2.30 0.61
1:M:82:ASN:HB2 1:M:89:THR:CG2 2.30 0.61
1:N:194:GLN:O 1:N:371:LYS:HE3 2.00 0.61
1:C:417:VAL:HA 1:C:420:1LE:HG22 1.82 0.61
1:F:183:LEU:O 1:F:184:GLN:HB2 2.01 0.61
1:K:266: THR:HG21 1:K:273:VAL:H 1.65 0.61
1:N:82:ASN:HB2 1:N:89:THR:CG2 2.31 0.61
1:A:194:GLN:O 1:A:371:LYS:HE3 2.00 0.61
1:A:417:VAL:HA 1:A:420:1ILE:-HG22 1.82 0.61
1:C:348:GLN:O 1:C:352:GLN:HG2 2.00 0.61
1:C:82:ASN:HB2 1:C:89: THR:CG2 2.30 0.61
1:G:70:GLY:HA2 1:G:73:MET:HE2 1.83 0.61
1:K:82:ASN:HB2 1:K:89:THR:CG2 2.31 0.61
1:J:266: THR:HG21 1:J:273:VAL:H 1.64 0.61
1:M:230:ILE:HD13 1:M:261: THR:CG2 2.30 0.61
1:D:57:ALA:O 1:D:75:LYS:HE3 2.00 0.61
1:C:242:1L.YS:O 1:C:243:ALA:HB3 2.01 0.61
1:F:348: GLN:O 1:F:352:GLN:HG2 2.01 0.60
1:1:449:ALA:HB3 1:1:450:PRO:HD3 1.83 0.60
1:1:230:ILE:HD13 1:I:261: THR:CG2 2.31 0.60
1:E:270:ILE:HA 1:F:229:ASN:ND2 2.15 0.60
1:K:348:GLN:O 1:K:352:GLN:HG2 2.01 0.60
1:F:215:LEU:HB2 1:F:323: VAL:HG22 1.83 0.60
1:1:82: ASN:HB2 1:L:89: THR:CG2 2.32 0.60
1:F:78:ALA:O 1:F:89: THR:HG22 2.01 0.60
1:A:76:GLU:HG3 1:G:46:ALA:HB2 1.83 0.60
1:G:348:GLN:O 1:G:352:GLN:HG2 2.01 0.60
1:1:215:LEU.HB2 1:1:323: VAL:HG22 1.83 0.60
1:1:160:LYS:O 1:1:164:GLU:HG3 2.01 0.60
1:L:271:VAL:HG21 2:7:607: TRP:HZ3 1.66 0.60
1:H:82:ASN:HB2 1:H:89:THR:CG2 2.32 0.60
1:K:194:GLN:O 1:K:371:LYS:HE3 2.00 0.60
1:C:202:PRO:O 1:C:203: TYR:HB2 2.01 0.60
1:G:T:LYS:HG3 1:G:66:PHE:CZ 2.37 0.60
1:L:417:VAL:HA 1:L:420:1LE:HG22 1.83 0.60
1:D:271:VAL:HG21 2:R:607: TRP:HZ3 1.66 0.60
1:M:270:ILE:HA 1:N:229:ASN:ND2 2.16 0.60
1:J:57:ALA:O 1:J:75:LYS:HE3 2.02 0.60
1:K:202:PRO:O 1:K:203: TYR:HB2 2.00 0.60
1:D:265:ASN:ND2 2:R:610:LEU:H 1.94 0.60
1:G:221:LEU:HD23 1:G:249:ILE:HD12 1.83 0.60
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1:N:417:VAL:HA 1:N:420:ILE:HG22 1.83 0.60
1:F:265:ASN:ND2 2:T:610:LEU:H 1.95 0.60
1:L:230:1ILE:HD13 1:L:261: THR:.CG2 2.32 0.60
1:H:215:LEU:HB2 1:H:323: VAL:HG22 1.83 0.60
1:H:10:ASN:HB2 3:H:1030:HOH:O 2.00 0.60
1:E:202:PRO:O 1:E:203: TYR:HB2 2.01 0.60
1:F:221:LEU:HD23 1:F:249:.ILE:HD12 1.83 0.60
1:M:284:ARG:O 1:M:288:MET:HG3 2.01 0.60
1:E:417:VAL:HA 1:E:420:1LE:HG22 1.83 0.60
1:1:46:ALA:HB2 1:J:76:GLU:.CG 2.27 0.60
1:B:266: THR:HG21 1:B:273:VAL:H 1.66 0.60
1:J:271:VAL:HG12 1:J:273:VAL:HG23 1.83 0.60
1:B:215:LEU:HB2 1:B:323:VAL:HG22 1.82 0.60
1:E:359:ASP:O 1:E:363:GLU:HG2 2.02 0.60
1:B:27:VAL:HG12 1:B:90: THR:HG23 1.84 0.60
1:D:218:PRO:HB3 1:D:246:PRO:HG2 1.84 0.60
1:L:27:VAL:HG12 1:1:90: THR:HG23 1.84 0.60
1:1:78:ALA:O 1:1:89: THR:HG22 2.01 0.59
1:F:359:ASP:O 1:F:363:GLU:HG2 2.02 0.59
1:C:284:ARG:O 1:C:288: MET:HG3 2.02 0.59
1:D:230:ILE:HD13 1:D:261: THR:CG2 2.32 0.59
1:J:130:GLU:HB3 1:J:422:VAL:HG22 1.84 0.59
1:D:242:LYS:O 1:D:243:ALA:HB3 2.02 0.59
1:D:194:GLN:O 1:D:371:LYS:HE3 2.02 0.59
1:J:284:ARG:O 1:J:288:-MET:HG3 2.01 0.59
1:A:27:VAL:HG12 1:A:90:THR:HG23 1.84 0.59
1:L:69:MET:O 1:L:73:MET:HG3 2.02 0.59
1:E:348:GLN:O 1:E:352:GLN:HG2 2.02 0.59
1:A:69:MET:O 1:A:73:MET:HG3 2.02 0.59
1:G:383:ALA:O 1:G:384:ALA:HB3 2.03 0.59
1:1:82: ASN:HB2 1:1:89: THR.:.CG2 2.32 0.59
1:G:417:VAL:HA 1:G:420:ILE:HG22 1.83 0.59
1:1:69:MET:O 1:I.73:MET:HG3 2.02 0.59
1:N:27:VAL:HG12 1:N:90: THR:HG23 1.85 0.59
1:H:27:VAL:HG12 1:H:90: THR:HG23 1.85 0.59
1:D:160:LYS:O 1:D:164:GLU:HG3 2.01 0.59
1:L:266: THR:HG21 1:1:273:VAL:H 1.66 0.59
1:N:69:MET:O 1:N:73:MET:HG3 2.02 0.59
1:N:231:ARG:NH1 2:2:612:PRO:O 2.36 0.59
1:N:70:GLY:HA2 L:N:73:MET:HE2 1.83 0.59
1:1L:160:LYS:O 1:1:164:GLU:HG3 2.02 0.59
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1:G:160:LYS:O 1:G:164:GLU:HG3 2.01 0.59
1:H:270:ILE:HA 1:1:229:ASN:ND2 2.18 0.59
1:H:194:GLN:O 1:H:371:LYS:HE3 2.01 0.59
1:G:413:ALA:HB2 1:G:475:ASN:HD?22 1.68 0.59
1:1:417:VAL:HA 1:1:420:ILE:HG22 1.83 0.59
1:J:230:ILE:HD13 1:J:261: THR:CG2 2.32 0.59
1:K:183:LEU:HD13 1:K:184:GLN:HG3 1.84 0.59
1:G:82:ASN:HB2 1:G:89:THR:CG2 2.32 0.59
1:H:265:ASN:ND2 2:V:610:LEU:H 1.99 0.59
1:H:417:VAL:HA 1:H:420:1LE:HG22 1.84 0.59
1:K:215:LEU:HB2 1:K:323:VAL:HG22 1.84 0.59
1:H:281:PHE:CZ 1:N:383:ALA:HBI1 2.38 0.59
1:D:82:ASN:HB2 1:D:89:THR:CG2 2.33 0.59
1:E:82:ASN:HB2 1:E:89:THR:CG2 2.33 0.59
1:F:284:ARG:O 1:F:288:MET:HG3 2.03 0.59
1:K:417:-VAL:HA 1:K:420:1LE:HG22 1.85 0.59
1:A:183:LEU:HD13 1:A:184:GLN:HG3 1.85 0.59
1:J:82:ASN:HB2 1:J:89: THR:CG2 2.32 0.59
1:J:455:VAL:HG13 1:J:460:GLU:HB2 1.85 0.59
1:H:130:GLU:HB3 1:H:422:VAL:HG22 1.85 0.59
1:A:230:ILE:HD13 1:A:261: THR:CG2 2.32 0.59
1:K:218:PRO:HB3 1:K:246:PRO:HG2 1.84 0.59
1:M:70:GLY:HA2 1:M:73:MET:HE2 1.84 0.59
1:G:183:LEU:HD13 1:G:184:GLN:HG3 1.84 0.58
1:J:524.LEU:HG 3:J:1175:HOH:O 2.02 0.58
1:L:78:ALA:O 1:L:89: THR:HG22 2.02 0.58
1:H:271:VAL:HG21 2:V:607:TRP:HZ3 1.68 0.58
1:G:69:MET:O 1:G:73:MET:HG3 2.03 0.58
1:I:221:LEU:HD23 1:1:249:ILE:HD12 1.83 0.58
1:H:160:LYS:O 1:H:164:GLU:HG3 2.03 0.58
1:B:160:LYS:O 1:B:164:GLU:HG3 2.02 0.58
1:G:194:GLN:O 1:G:371:LYS:HE3 2.03 0.58
1:D:69:MET:O 1:D:73:MET:HG3 2.03 0.58
1:H:242:LYS:O 1:H:243:ALA:HB3 2.03 0.58
1:J:213:VAL:HB 1:J:325:ILE:HB 1.86 0.58
1:E:160:LYS:O 1:E:164:GLU:HG3 2.03 0.58
1:M:71:ALA:O 1:M:75:LYS:HB2 2.04 0.58
1:C:183:LEU:HD13 1:C:184:GLN:HG3 1.85 0.58
1:D:270:ILE:HD13 2:R:608:GLY:HA3 1.85 0.58
1:C:266: THR:HG21 1:C:273:VAL:H 1.67 0.58
1:M:242:LYS:O 1:M:243:ALA:HB3 2.03 0.58
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1:E:57:ALA:O 1:E:75:LYS:HE3 2.04 0.58
1:A:46:ALA:HB2 1:B:76:GLU:CG 2.30 0.58
1:L:270:ILE:HA 1:M:229:ASN:ND2 2.19 0.58
1:1:496:PRO:HD2 1:1:499:VAL:HG11 1.84 0.58
1:E:194:GLN:O 1:E:371:LYS:HE3 2.03 0.58
1:E:213:VAL:HB 1:E:325:ILE:HB 1.84 0.58
1:H:69:MET:O 1:H:73:MET:HG3 2.03 0.58
1:G:202:PRO:O 1:G:203:TYR:HB2 2.03 0.58
1:J:183:LEU:HD13 1:J:184:GLN:HG3 1.85 0.58
1:E:183:LEU:HD13 1:E:184:GLN:HG3 1.84 0.58
1:F:449:ALA:HB3 1:F:450:PRO:HD3 1.84 0.58
1:N:215:LEU:HB2 1:N:323:VAL:HG22 1.85 0.58
1:M:266: THR:HA 1:M:271:VAL:O 2.04 0.58
1:F:120:ILE:O 1:F:124:VAL:HG23 2.03 0.58
1:M:383:ALA:HB1 1:N:281:PHE:HZ 1.69 0.58
1:D:183:LEU:HD13 1:D:184:GLN:HG3 1.84 0.58
1:A:383:ALA:O 1:A:384:ALA:HB3 2.04 0.58
1:N:266: THR:HG21 1:N:273:VAL:H 1.68 0.58
1:1:270:ILE:HD13 2:W:608:GLY:HA3 1.85 0.58
1:1:194:GLN:O 1:1:371:LYS:HE3 2.03 0.58
1:A:57:ALA:O 1:A:75:LYS:HE3 2.04 0.58
1:I:7:LYS:HG3 1:1:66:PHE:CZ 2.38 0.58
1:J:221:LEU:HD23 1:J:249:1LE:HD12 1.85 0.58
1:L:57:ALA:O 1:L:75:LYS:HE3 2.04 0.58
1:N:284:ARG:O 1:N:288:MET:HG3 2.01 0.58
1:B:183:LEU:HD13 1:B:184:GLN:HG3 1.86 0.58
1:B:218:PRO:HB3 1:B:246:PRO:HG2 1.86 0.58
1:A:70:GLY:HA2 1:A:73:MET:HE2 1.86 0.58
1:B:70:GLY:HA2 1:B:73:MET:HE2 1.86 0.58
1:G:120:ILE:O 1:G:124:VAL:HG23 2.03 0.58
1:K:242:LYS:C 1:K:244.GLY:H 2.07 0.58
1:C:218:PRO:HB3 1:C:246:PRO:HG2 1.86 0.58
1:M:449:ALA:HB3 1:M:450:PRO:HD3 1.84 0.58
1:L:183:LEU:HD13 1:L:184:GLN:HG3 1.85 0.57
1:D:270:ILE:HA 1:E:229:ASN:ND2 2.19 0.57
1:F:194:GLN:O 1:F:371:LYS:HE3 2.04 0.57
1:B:194:GLN:O 1:B:371:LYS:HE3 2.03 0.57
1:K:70:GLY:HA2 1:K:73:MET:HE2 1.86 0.57
1:E:449:ALA:HB3 1:E:450:PRO:HD3 1.85 0.57
1:K:71:ALA:O 1:K:75:LYS:HB2 2.04 0.57
1:N:183:LEU:HD13 1:N:184:GLN:HG3 1.86 0.57
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1:J:231:ARG:NH1 2:X:612:PRO:O 2.37 0.57
1:L:221:LEU:HD23 1:L:249:1LE:HD12 1.86 0.57
1:F:417:VAL:HA 1:F:420:ILE:HG22 1.85 0.57
1:J:449:ALA:HB3 1:J:450:PRO:HD3 1.86 0.57
1:K:383:ALA:HB1 1:L:281:PHE:CZ 2.38 0.57
1:D:383:ALA:O 1:D:384:ALA:HB3 2.05 0.57
1:G:242:LYS:O 1:G:243:ALA:HB3 2.03 0.57
1:L:215:LEU:HB2 1:1:323:VAL:HG22 1.85 0.57
1:M:183:LEU:HD13 | 1:M:184:GLN:HG3 1.85 0.57
1:B:417:VAL:HA 1:B:420:1LE:HG22 1.86 0.57
1:B:242:LYS:O 1:B:243:ALA:HB3 2.04 0.57
1:A:449:ALA:HB3 1:A:450:PRO:HD3 1.86 0.57
1:1:242:LYS:O 1:1:243:ALA:HB3 2.04 0.57
1:1:413:ALA:HB2 1:1:475:ASN:HD22 1.70 0.57
1:F:266: THR:HG21 1:F:273:VAL:H 1.68 0.57
1:G:193:MET:HE2 1:G:292:ILE:HG12 1.85 0.57
1:F:27:-VAL:HG12 1:F:90: THR:HG23 1.86 0.57
1:H:218:PRO:HB3 1:H:246:PRO:HG2 1.85 0.57
1:L:359:ASP:O 1:L:363:GLU:HG2 2.05 0.57
1:E:242:LYS:O 1:E:243:ALA:HB3 2.04 0.57
1:D:242:LYS:C 1:D:244:GLY:H 2.08 0.57
1:D:302:SER:H 1:D:307:-MET:HE1 1.70 0.57
1:E:215:LEU:HB2 1:E:323:VAL:HG22 1.86 0.57
1:J:383:ALA:O 1:J:384:ALA:HB3 2.05 0.57
1:1:266: THR:HA 1:1:271:VAL:O 2.04 0.57
1:K:57:ALA:O 1:K:75:LYS:HE3 2.04 0.57
1:A:242:LYS:O 1:A:243:ALA:HB3 2.04 0.57
1:F:202:PRO:O 1:F:203:TYR:HB2 2.03 0.57
1:1:130:GLU:HB3 1:1:422:VAL:HG22 1.87 0.57
1:1:218:PRO:HB3 1:1:246:PRO:HG2 1.86 0.57
1:C:160:LYS:O 1:C:164:GLU:HG3 2.05 0.57
1:J:194:GLN:O 1:J:371:LYS:HE3 2.05 0.57
1:G:218:PRO:HB3 1:G:246:PRO:HG2 1.87 0.57
1:F:271:VAL:HG12 | 1:F:273:VAL:HG23 1.85 0.57
1:B:193:MET:-HE3 1:B:292:1LE:HG12 1.86 0.57
1:D:70:GLY:HA2 1:D:73:MET:HE2 1.86 0.57
1:M:57:ALA:O 1:M:75:LYS:HE3 2.03 0.57
1:K:242:LYS:O 1:K:243:ALA:HB3 2.05 0.57
1:C:69:MET:O 1:C:73:MET:HG3 2.05 0.57
1:M:413:ALA:HB2 | 1:M:475:ASN:HD22 1.70 0.57
1:H:202:PRO:O 1:H:203: TYR:HB2 2.04 0.57
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1:L:383:ALA:HB1 1:M:281:PHE:CZ 2.38 0.57
1:J:46:ALA:HB2 1:K:76:GLU:CG 2.35 0.57
1:D:193:-MET:HE1 1:D:292:ILE:HG12 1.87 0.57
1:J:266: THR:HA 1:J:271:VAL:O 2.05 0.57
1:N:242:LYS:O 1:N:243:ALA:HB3 2.05 0.57
1:J:417:VAL:HA 1:J:420:1LE:HG22 1.86 0.57
1:N:413:ALA:HB2 1:N:475:ASN:HD22 1.70 0.57
1:M:46:ALA:HB2 1:N:76:GLU:CG 2.35 0.56
1:E:265:ASN:ND2 2:5:610:LEU:H 2.00 0.56
1:G:130:GLU:HB3 1:G:422:VAL:HG22 1.88 0.56
1:B:230:1ILE:HD13 1:B:261: THR:CG2 2.34 0.56
1:F:183:LEU:HD13 1:F:184:GLN:HG3 1.86 0.56
1:N:271:VAL:HG21 2:2:607:TRP:HZ3 1.70 0.56
1:D:496:PRO:HD?2 1:D:499:VAL:HG11 1.87 0.56
1:H:271:VAL:HG12 | 1:H:273:VAL:HG23 1.86 0.56
1:J:242:1LYS:O 1:J:243:ALA:HB3 2.04 0.56
1:N:120:ILE:O 1:N:124:VAL:HG23 2.06 0.56
1:B:130:GLU:HB3 1:B:422:VAL:HG22 1.87 0.56
1:L:242:LYS:C 1:1:244:GLY:H 2.07 0.56
1:C:46:ALA:HB2 1:D:76:GLU:CG 2.27 0.56
1:E:242:LYS:C 1:E:244:GLY:H 2.08 0.56
1:J:202:PRO:O 1:J:203: TYR:HB2 2.05 0.56
1:A:120:ILE:O 1:A:124:VAL:HG23 2.04 0.56
1:1L:202:PRO:O 1:L:203:TYR:HB2 2.05 0.56
1:M:7:LYS:HG3 1:M:66:PHE:CZ 2.41 0.56
1:C:455:VAL:HG13 1:C:460:GLU:HB2 1.88 0.56
1:B:271:VAL:HG12 | 1:B:273:VAL:HG23 1.86 0.56
1:G:71:ALA:O 1:G:75:LYS:HB2 2.05 0.56
1:H:349:ILE:HA 1:H:352:GLN:HG3 1.87 0.56
1:1:70: GLY:HA?2 1:I.73:MET:HE2 1.87 0.56
1:J:242:LYS:C 1:J:244.GLY:H 2.08 0.56
1:G:215:LEU:HB2 1:G:323:VAL:HG22 1.87 0.56
1:C:302:SER:H 1:C:307:MET:HE1 1.69 0.56
1:M:455:VAL:HG13 | 1:M:460:GLU:HB2 1.86 0.56
1:E:218:PRO:HB3 1:E:246:PRO:HG2 1.88 0.56
1:D:417:-VAL:HA 1:D:420:1ILE:HG22 1.86 0.56
1:I:183:LEU:HD13 1:1:184:GLN:HG3 1.88 0.56
1:1:271:VAL:HG21 2:W:607:TRP:HZ3 1.71 0.56
1:B:252:GLU:O 1:B:253:ASP:HB2 2.04 0.56
1:B:13:ARG:HD2 1:B:104:LEU:HD22 1.88 0.56
1:N:449:ALA:HB3 1:N:450:PRO:HD3 1.86 0.56
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1:B:265:ASN:ND2 2:P:610:LEU:H 2.01 0.56
1:N:242:1L.YS:C 1:N:244:GLY:H 2.09 0.56
1:M:202:PRO:O 1:M:203: TYR:HB2 2.05 0.56
1:1:496:PRO:HD2 1:1:499:VAL:HG11 1.88 0.56
1:K:455:VAL:HG13 1:K:460:GLU:HB2 1.88 0.56
1:G:5:ASP:HB2 1:G:524:LEU:HD12 1.88 0.56
1:F:383:ALA:O 1:F:384:ALA:HB3 2.06 0.56
1:N:266: THR:HA 1:N:271:VAL:O 2.06 0.56
1:M:273:VAL:HG12 1:M:274:ALA:N 2.21 0.56
1:N:218:PRO:HB3 1:N:246:PRO:HG2 1.88 0.56
1:A:284:ARG:O 1:A:288:MET:HG3 2.04 0.56
1:A:202:PRO:O 1:A:203:TYR:HB2 2.05 0.56
1:K:383:ALA:O 1:K:384:ALA:HB3 2.06 0.56
1:H:266: THR:HG21 1:H:273:VAL:H 1.70 0.56
1:F:109:ALA:HB2 1:H:109:ALA:HB2 1.88 0.56
1:C:13:ARG:HD2 1:C:104:LEU:HD22 1.88 0.56
1:M:383:ALA:O 1:M:384:ALA:HB3 2.06 0.56
1:H:183:LEU:HD13 1:H:184:GLN:HG3 1.88 0.56
1:D:266:THR:HA 1:D:271:VAL:O 2.06 0.56
1:D:193:MET:HE3 1:D:292:ILE:HG12 1.88 0.56
1:K:193:-MET:HE1 1:K:292:ILE:HG12 1.87 0.56
1:E:230:ILE:HD13 1:E:261: THR:CG2 2.36 0.56
1:C:27:VAL:HG12 1:C:90: THR:HG23 1.87 0.56
1:H:273: VAL:HG12 1:H:274:ALA:N 2.21 0.55
1:N:71:ALA:O 1:N:75:LYS:HB2 2.06 0.55
1:C:71:ALA:O 1:C:75:LYS:HB2 2.06 0.55
1:M:242:LYS:C 1:M:244:GLY:H 2.10 0.55
1:F:130:GLU:HB3 1:F:422:VAL:HG22 1.88 0.55
1:H:120:ILE:O 1:H:124:VAL:HG23 2.07 0.55
1:A:130:GLU:HB3 1:A:422:VAL:HG22 1.88 0.55
1:1:130:GLU:HB3 1:1:422:VAL:HG22 1.88 0.55
1:H:242:L.YS:C 1:H:244:GLY:H 2.09 0.55
1:H:70:GLY:HA2 1:H:73:-MET:HE?2 1.87 0.55
1:G:27:VAL:HG12 1:G:90: THR:HG23 1.88 0.55
1:E:120:ILE:O 1:E:124:VAL:HG23 2.06 0.55
1:L:120:ILE:O 1:1L:124:VAL:HG23 2.06 0.55
1:M:130:GLU:HB3 | 1:M:422:VAL:HG22 1.88 0.55
1:1L:193:MET:HE1 1:1:292:1LE:HG12 1.87 0.55
1:M:414:GLY:O 1:M:417:VAL:HG13 2.07 0.55
1:F:242:LYS:O 1:F:243:ALA:HB3 2.05 0.55
1:K:13:ARG:HD2 1:K:104:LEU:HD22 1.87 0.55
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:D:46:ALA:HB2 1:E:76:GLU:HG3 1.88 0.55
1:L:70:GLY:HA2 1:L:73:MET:HE2 1.88 0.55
1:M:160:LYS:O 1:M:164:GLU:HG3 2.07 0.55
1:N:230:ILE:HD13 1:N:261: THR:CG2 2.36 0.55
1:C:270:ILE:HD13 2:Q:608:GLY:HA3 1.89 0.55
1:H:383:ALA:O 1:H:384:ALA:HB3 2.07 0.55
1:M:69:MET:O 1:M:73:MET:HG3 2.07 0.55
1:E:383:ALA:O 1:E:384:ALA:HB3 2.06 0.55
1:L:266: THR:HA 1:L:271:VAL:O 2.06 0.55
1:D:271:VAL:HG12 | 1:D:273:VAL:HG23 1.87 0.55
1:G:266: THR:HA 1:G:271:VAL:O 2.07 0.55
1:B:69:MET:O 1:B:73:MET:HG3 2.06 0.55
1:C:70:GLY:HA2 1:.C:73:MET:HE2 1.87 0.55
1:1:242:LYS: O 1:L:243:ALA:HB3 2.07 0.55
1:B:120:ILE:O 1:B:124:VAL:HG23 2.07 0.55
1:H:230:1LE:HD13 1:H:261: THR:CG2 2.36 0.55
1:N:160:LYS:O 1:N:164:GLU:HG3 2.06 0.55
1:J:218:PRO:HB3 1:J:246:PRO:HG2 1.88 0.55
1:J:160:LYS:O 1:J:164:GLU:HG3 2.06 0.55
1:L:284:ARG:O 1:L:288:MET:HG3 2.06 0.55
1:L:7:LYS:HG3 1:L:66:PHE:CZ 2.42 0.55
1:N:383:ALA:O 1:N:384:ALA:HB3 2.07 0.55
1:A:266: THR:HG21 1:A:273:VAL:H 1.71 0.55
1:C:414:GLY:O 1:C:417:VAL:HG13 2.07 0.55
1:L:27:VAL:CG1 1:L:90: THR:HG23 2.37 0.55
1:1:242:LYS:C 1:1:244:GLY:H 2.10 0.55
1:E:455:VAL:HG13 1:E:460:GLU:HB2 1.88 0.55
1:A:160:LYS:O 1:A:164:GLU:HG3 2.06 0.55
1:N:202:PRO:O 1:N:203: TYR:HB2 2.05 0.55
1:D:27:VAL:HG12 1:D:90: THR:HG23 1.89 0.55
1:A:455:VAL:HG13 1:A:460:GLU:HB2 1.89 0.55
1:K:265:ASN:HD21 2:Y:610:LEU:N 1.97 0.55
1:N:496:PRO:HD2 1:N:499:VAL:HG11 1.89 0.55
1:G:265:ASN:ND2 2:U:610:LEU:H 2.02 0.55
1:E:266: THR:CG2 1:E:273:VAL:H 2.20 0.55
1:B:71:ALA:O 1:B:75:LYS:HB2 2.07 0.55
1:A:414:GLY:O 1:A:417:VAL:HG13 2.06 0.55
1:G:242:LYS:C 1:G:244.GLY:H 2.10 0.55
1:H:200:LEU:O 1:H:201:SER:HB3 2.06 0.55
1:H:13:ARG:HD2 1:H:104:LEU:HD22 1.87 0.55
1:C:413:ALA:HB2 1:C:475:ASN:HD22 1.71 0.55
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:5:ASP:HB2 1:F:524:.LEU:HD12 1.89 0.55
1:1:213:VAL:HB 1:1:325:1LE:HB 1.89 0.55
1:G:284:ARG:O 1:G:288:MET:HG3 2.06 0.55
1:K:271:VAL:HG12 | 1:K:273:VAL:HG23 1.88 0.54
1:1:266: THR:HG21 1:1:273:VAL:H 1.72 0.54
1:A:193:MET:HE3 1:A:292:ILE:HG12 1.89 0.54
1:E:13:ARG:HD2 1:E:104:LEU:HD22 1.88 0.54
1:K:160:LYS:O 1:K:164:GLU:HG3 2.07 0.54
1:1:270:1ILE:HA 1:J:229:ASN:ND2 2.22 0.54
1:E:496:PRO:HD?2 1:E:499:VAL:HG11 1.89 0.54
1:D:71:ALA:O 1:D:75:LYS:HB2 2.08 0.54
1:N:414:GLY:O 1:N:417:VAL:HG13 2.07 0.54
1:F:63:GLU:OFE1 1:G:524:LEU:HD21 2.07 0.54
1:M:27:VAL:HG12 1:M:90: THR:HG23 1.90 0.54
1:A:413:ALA:HB2 1:A:475:ASN:HD22 1.71 0.54
1:A:242:1.YS:C 1:A:244:GLY:H 2.10 0.54
1:D:130:GLU:HB3 1:D:422:VAL:HG22 1.90 0.54
1:J:215:LEU:HB2 1:J:323:VAL:HG22 1.88 0.54
1:N:7:LYS:HG3 1:N:66:PHE:CZ 2.42 0.54
1:B:383:ALA:O 1:B:384:ALA:HB3 2.07 0.54
1:C:383:ALA:O 1:C:384:ALA:HB3 2.07 0.54
1:E:383:ALA:HB1 1:F:281:PHE:CZ 2.39 0.54
1:C:266: THR:HA 1:C:271:VAL:O 2.07 0.54
1:N:193:MET:HE3 1:N:292:1ILE:-HG12 1.89 0.54
1:E:69:MET:O 1:E:73:MET:HG3 2.07 0.54
1:K:230:ILE:HD13 1:K:261:THR:HB 1.90 0.54
1:E:349:ILE:HA 1:E:352:GLN:HG3 1.89 0.54
1:G:414:GLY:O 1:G:417:VAL:HG13 2.07 0.54
1:D:413:ALA:HB2 1:D:475:ASN:HD22 1.72 0.54
1:G:213:VAL:HB 1:G:325:ILE:HB 1.90 0.54
1:K:302:SER:H 1:K:307:-MET:HE1 1.73 0.54
1:G:455:VAL:HG13 1:G:460:GLU:HB2 1.89 0.54
1:L:349:ILE:HA 1:L:352:GLN:HG3 1.89 0.54
1:1:230:ILE:HD13 1:I:261: THR:HB 1.90 0.54
1:K:5:ASP:HB2 1:K:524:LEU:HD12 1.90 0.54
1:1:455:VAL:HG13 1:1:460: GLU:HB2 1.88 0.54
1:A:213:VAL:HB 1:A:325:.1LE:HB 1.89 0.54
1:G:349:ILE:HA 1:G:352:GLN:HG3 1.89 0.54
1:1:383:ALA:O 1:1:384:ALA:HB3 2.08 0.54
1:M:200:LEU:O 1:M:201:SER:HB3 2.06 0.54
1:A:200:LEU:HG 1:A:276:VAL:HA 1.90 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:M:252:GLU:O 1:M:253:ASP:HB2 2.08 0.54
1:J:27:VAL:HG12 1:J:90: THR:HG23 1.90 0.54
1:K:120:1LE:O 1:K:124:VAL:HG23 2.07 0.54
1:H:413:ALA:HB2 1:H:475:ASN:HD22 1.73 0.54
1:J:252:GLU:O 1:J:253:ASP:HB2 2.08 0.54
1:H:383:ALA:CB 1:1:281:PHE:HZ 2.16 0.54
1:1:349:ILE:HA 1:1:352:GLN:HG3 1.89 0.54
1:B:242:LYS:C 1:B:244.GLY:H 2.10 0.54
1:J:414:GLY:O 1:J:417:VAL:HG13 2.08 0.54
1:D:455:VAL:HG13 1:D:460:GLU:HB2 1.90 0.54
1:A:215:LEU:HB2 1:A:323:VAL:HG22 1.89 0.54
1:H:235:PRO:HG3 1:H:310:GLU:HA 1.90 0.54
1:B:455:VAL:HG13 1:B:460:GLU:HB2 1.90 0.54
1:D:252:GLU:O 1:D:253:ASP:HB2 2.08 0.54
1:N:13:ARG:HD2 1:N:104:LEU:HD22 1.88 0.54
1:J:183:LEU:CD1 1:J:184:GLN:HG3 2.38 0.54
1:D:273:VAL:HG12 1:D:274:ALA:N 2.23 0.54
1:G:230:ILE:HD13 | 1:G:261: THR:HG21 1.90 0.54
1:H:414:GLY:O 1:H:417:VAL:HG13 2.08 0.54
1:D:414:GLY:O 1:D:417:VAL:HG13 2.08 0.54
1:L:263:VAL:O 1:L:267:-MET:HB2 2.08 0.54
1:E:37:ASN:ND2 1:E:51:LYS:HG3 2.23 0.54
1:N:455:VAL:HG13 1:N:460:GLU:HB2 1.89 0.54
1:E:183:LEU:CD1 1:E:184:GLN:HG3 2.38 0.53
1:M:265:ASN:ND2 2:1:610:LEU:H 2.01 0.53
1:H:266: THR:HA 1:H:271:VAL:O 2.08 0.53
1:E:266:THR:HA 1:E:271:VAL:O 2.08 0.53
1:D:230:ILE:HD13 1:D:261:THR:HB 1.90 0.53
1:J:200:LEU:O 1:J:201:SER:HB3 2.08 0.53
1:1:271:VAL:HG12 1:1:273:VAL:HG23 1.90 0.53
1:M:270:ILE:HA 1:N:229:ASN:HD22 1.73 0.53
1:N:265:ASN:ND2 2:2:610:LEU:H 2.04 0.53
1:E:273:VAL:HG12 1:E:274:ALA:N 2.23 0.53
1:D:349:ILE:HA 1:D:352:GLN:HG3 1.89 0.53
1:D:200:LEU:O 1:D:201:SER:HB3 2.07 0.53
1:G:5:ASP:HB2 1:G:524:LEU:CD1 2.38 0.53
1:C:120:ILE:O 1:C:124:VAL:HG23 2.08 0.53
1:1:383:ALA:O 1:1:384:ALA:HB3 2.07 0.53
1:A:496:PRO:HD2 1:A:499:VAL:HG11 1.90 0.53
1:L:194:GLN:O 1:L:371:LYS:HE3 2.08 0.53
1:C:230:ILE:HD13 | 1:C:261:THR:HG21 1.90 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:1:414:GLY:H 1:L:494:LEU:HA 1.74 0.53
1:F:242:L.YS:C 1:F:244:GLY:H 2.12 0.53
1:C:215:LEU:HB2 1:C:323:VAL:HG22 1.91 0.53
1:1L:455:VAL:HG13 1:1:460:GLU:HB2 1.90 0.53
1:F:230:1ILE:HD13 1:F:261: THR:CG2 2.37 0.53
1:K:271:VAL:HG21 2:Y:607:TRP:HZ3 1.72 0.53
1:A:266: THR:HA 1:A:271:VAL:O 2.07 0.53
1:C:5:ASP:HB2 1:C:524:LEU:HD12 1.91 0.53
1:M:13:ARG:HD2 1:M:104:LEU:HD22 1.90 0.53
1:B:202:PRO:O 1:B:203:TYR:HB2 2.08 0.53
1:1:414:GLY:O 1:1:417:VAL:HG13 2.07 0.53
1:1:284:ARG:O 1:1:288: MET:HG3 2.08 0.53
1:E:7:LYS:HG3 1:E:66:PHE:CZ 2.43 0.53
1:1:291:ASP:0OD2 1:1:368:ARG:HD2 2.08 0.53
1:L:183:LEU:CD1 1:L:184:GLN:HG3 2.38 0.53
1:F:238:GLU:O 1:F:241:ALA:HB3 2.09 0.53
1:H:414:GLY:H 1:H:494:LEU:HA 1.74 0.53
1:F:414:GLY:O 1:F:417:VAL:HG13 2.08 0.53
1:1:5:ASP:HB2 1:1:524:LEU:HD12 1.90 0.53
1:C:271:VAL:HG21 2:Q:607:' TRP:HZ3 1.72 0.53
1:1:265: ASN:ND2 2:W:610:LEU:H 2.05 0.53
1:B:27:VAL:CG1 1:B:90: THR:HG23 2.39 0.53
1:G:202:PRO:O 1:G:204:PHE:N 2.40 0.53
1:B:213:VAL:HB 1:B:325:1LE:HB 1.91 0.53
1:K:37:ASN:ND2 1:K:51:LYS:HG3 2.24 0.53
1:N:130:GLU:HB3 1:N:422:VAL:HG22 1.91 0.53
1:B:413:ALA:HB2 1:B:475:ASN:HD22 1.74 0.53
1:K:413:ALA:HB2 1:K:475:ASN:HD22 1.74 0.53
1:E:5:ASP:HB2 1:E:524:LEU:HD12 1.91 0.53
1:F:413:ALA:HB2 1:F:475:ASN:HD22 1.73 0.53
1:D:383:ALA:CB 1:E:281:PHE:CZ 2.89 0.53
1:A:349:ILE:HA 1:A:352:GLN:HG3 1.90 0.53
1:A:5:ASP:HB2 1:A:524:LEU:HD12 1.91 0.53
1:G:183:LEU:CD1 1:G:184:GLN:HG3 2.39 0.53
1:B:349:1LE:HA 1:B:352:GLN:HG3 1.91 0.53
1:E:414:GLY:H 1:E:494:LEU:HA 1.73 0.53
1:D:319:GLN:HB3 1:D:336:VAL:HG21 1.90 0.53
1:B:5:ASP:HB2 1:B:524:LEU:HD12 1.91 0.53
1:M:194:GLN:O 1:M:371:LYS:HE3 2.07 0.53
1:J:271:VAL:HG21 2:X:607:TRP:HZ3 1.73 0.53
1:F:69:MET:O 1:F:73:MET:HG3 2.09 0.53

Continued on next page...




Page 39

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:C:242:LYS:C 1:C:244:GLY:H 2.10 0.53
1:F:160:LYS:O 1:F:164:GLU:HG3 2.09 0.53
1:A:7:LYS:HG3 1:A:66:PHE:CZ 2.44 0.53
1:N:37:ASN:ND2 1:N:51:LYS:HG3 2.24 0.53
1:K:183:LEU:CD1 1:K:184:GLN:HG3 2.39 0.52
1:N:238:GLU:O 1:N:241:ALA:HB3 2.09 0.52
1:N:271:VAL:HG12 | 1:N:273:VAL:HG23 1.91 0.52
1:F:271:VAL:HG21 2:T:607:-TRP:HZ3 1.73 0.52
1:L:71:ALA:O 1:L:75:LYS:HB2 2.09 0.52
1:K:213:VAL:HB 1:K:325:ILE:HB 1.92 0.52
1:K:266:. THR:CG2 1:K:273:VAL:H 2.22 0.52
1:K:496:PRO:HD2 1:K:499:VAL:HG11 1.91 0.52
1:F:496:PRO:HD2 1:F:499:VAL:HG11 1.90 0.52
1:G:266: THR:CG2 1:G:273:VAL:H 2.21 0.52
1:G:271:VAL:HG12 | 1:G:273:VAL:HG23 1.90 0.52
1:I:71:ALA:O 1:1:75:LYS:HB2 2.09 0.52
1:K:230:ILE:HD13 | 1:K:261: THR:HG21 1.91 0.52
1:D:291:ASP:OD2 1:D:368:ARG:HD2 2.10 0.52
1:E:413:ALA:HB2 1:E:475:ASN:HD22 1.74 0.52
1:F:455:VAL:HG13 1:F:460: GLU:HB2 1.90 0.52
1:C:183:LEU:CD1 1:C:184:GLN:HG3 2.39 0.52
1:1:266: THR:CG2 1:L:273:VAL:H 2.22 0.52
1:M:270:ILE:HG12 | 1:N:229:ASN:HD21 1.74 0.52
1:E:71:ALA:O 1:E:75:LYS:HB2 2.09 0.52
1:L:13:ARG:HD2 1:L:104:LEU:HD22 1.91 0.52
1:K:266: THR:HA 1:K:271:VAL:O 2.10 0.52
1:F:218:PRO:HB3 1:F:246:PRO:HG2 1.92 0.52
1:A:27:VAL:CG1 1:A:90:THR:HG23 2.39 0.52
1:A:252:GLU:O 1:A:253:ASP:HB2 2.10 0.52
1:A:263:VAL:O 1:A:267:MET:HB2 2.09 0.52
1:D:120:ILE:O 1:D:124:VAL:HG23 2.10 0.52
1:H:213:VAL:HB 1:H:325:ILE:HB 1.91 0.52
1:J:120:ILE:O 1:J:124:VAL:HG23 2.09 0.52
1:K:7:LYS:HG3 1:K:66:PHE:CZ 2.45 0.52
1:M:213:VAL:HB 1:M:325:ILE:HB 1.90 0.52
1:C:38:VAL:HG22 1:D:519:CYS:HB3 1.92 0.52
1:M:266: THR:CG2 1:M:273:VAL:H 2.23 0.52
1:A:13:ARG:HD2 1:A:104:LEU:HD22 1.90 0.52
1:G:496:PRO:HD2 1:G:499:VAL:HG11 1.90 0.52
1:D:215:LEU:HB?2 1:D:323:VAL:HG22 1.92 0.52
1:D:37:ASN:ND2 1:D:51:LYS:HG3 2.25 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:M:463:SER:O 1:M:467:ASN:HB2 2.10 0.52
1:M:349:ILE:HA 1:M:352:GLN:HG3 1.91 0.52
1:A:235:PRO:HG3 1:A:310:GLU:HA 1.90 0.52
1:B:7:LYS:HG3 1:B:66:PHE:CZ 2.45 0.52
1:D:5:ASP:HB2 1:D:524:LEU:HD12 1.92 0.52
1:C:265:ASN:HD21 2:Q:610:LEU:N 1.99 0.52
1:H:71:ALA:O 1:H:75:LYS:HB2 2.09 0.52
1:B:235:PRO:HG3 1:B:310:GLU:HA 1.91 0.52
1:F:37:ASN:ND2 1:F:51:LYS:HG3 2.25 0.52
1:N:263:VAL:O 1:N:267-MET:HB2 2.10 0.52
1:D:13:ARG:HD2 1:D:104:LEU:HD22 1.90 0.52
1:1:27:VAL:HG12 1:1:90: THR:HG23 1.92 0.52
1:J:5:ASP:HB2 1:J:524:LEU:HD12 1.92 0.52
1:J:413:ALA:HB2 1:J:475:ASN:HD22 1.74 0.52
1:A:183:LEU:CD1 1:A:184:GLN:HG3 2.40 0.51
1:L:270:1ILE:HD13 2:7:608:GLY:HA3 1.92 0.51
1:H:76:GLU:.CG 1:N:46:ALA:HB?2 2.38 0.51
1:C:271:VAL:HG12 | 1:C:273:VAL:HG23 1.92 0.51
1:J:7.LYS:HG3 1:J:66:PHE:CZ 2.46 0.51
1:H:263:VAL:O 1:H:267-MET:HB?2 2.10 0.51
1:N:27:VAL:CG1 1:N:90: THR:HG23 2.41 0.51
1:K:414:GLY:H 1:K:494:LEU:HA 1.75 0.51
1:M:215:LEU:HB2 | 1:M:323:VAL:HG22 1.92 0.51
1:B:183:LEU:CD1 1:B:184:GLN:HG3 2.40 0.51
1:H:496:PRO:HD2 1:H:499:VAL:HG11 1.91 0.51
1:F:266: THR:HA 1:F:271:VAL:O 2.10 0.51
1:J:266: THR:CG2 1:J:273:VAL:H 2.22 0.51
1:G:200:LEU:O 1:G:201:SER:HB3 2.10 0.51
1:H:230:1LE:HD13 1:H:261:THR:HB 1.93 0.51
1:G:37:ASN:ND2 1:G:51:LYS:HG3 2.26 0.51
1:B:438:VAL:O 1:B:442:VAL:HG23 2.10 0.51
1:C:252:GLU:O 1:C:253:ASP:HB2 2.11 0.51
1:A:273:VAL:HG12 1:A:274:ALA:N 2.26 0.51
1:C:266: THR:CG2 1:C:273:VAL:H 2.24 0.51
1:B:496:PRO:HD2 1:B:499:VAL:HG11 1.92 0.51
1:K:414:GLY:O 1:K:417:VAL:HG13 2.10 0.51
1:L:5:ASP:HB2 1:1:524:LEU:HD12 1.93 0.51
1:G:109:ALA:HB2 1:N:109:ALA:HB2 1.91 0.51
1:E:146:GLN:O 1:E:150:ILE:HG13 2.11 0.51
1:M:183:LEU:CD1 1:M:184:GLN:HG3 2.40 0.51
1:K:349:ILE:HA 1:K:352:GLN:HG3 1.91 0.51
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1:B:414:GLY:H 1:B:494:LEU:HA 1.76 0.51
1:M:198:GLY:HA3 1:M:328:ASP:HA 1.93 0.51
1:G:263:VAL:O 1:G:267:MET:HB2 2.10 0.51
1:K:27:VAL:HG12 1:K:90: THR:HG23 1.93 0.51
1:H:455:VAL:HG13 1:H:460:GLU:HB2 1.91 0.51
1:A:271:VAL:HG21 2:0:607:TRP:HZ3 1.76 0.51
1:E:414:GLY:O 1:E:417:VAL:HG13 2.11 0.51
1:1:13:ARG:HD2 1:1:104:LEU:HD22 1.91 0.51
1:M:5:ASP:HB2 1:M:524:LEU:HD12 1.93 0.51
1:B:425:LYS:HD3 3:B:1203:HOH:O 2.10 0.51
1:C:231:ARG:NH1 2:Q:612:PRO:O 2.44 0.51
1:B:200:LEU:HG 1:B:276:VAL:HA 1.92 0.51
1:B:5:ASP:HB2 1:B:524:LEU:CD1 2.41 0.51
1:L:413:ALA:HB2 1:L:475:ASN:HD22 1.76 0.51
1:1:273: VAL:HG12 1:1:274:ALA:N 2.26 0.51
1:E:46:ALA:HB2 1:F:76:GLU:CG 2.39 0.51
1:N:349:ILE:HA 1:N:352: GLN:HG3 1.92 0.51
1:C:349:ILE:HA 1:C:352:GLN:HG3 1.92 0.51
1:B:445:ARG:HD3 3:B:1166:HOH:O 2.10 0.51
1:F:213:VAL:HB 1:F:325:ILE:HB 1.93 0.51
1:D:383:ALA:CB 1:E:281:PHE:HZ 2.10 0.51
1:G:273:VAL:HG12 1:G:274:ALA:N 2.26 0.51
1:A:230:ILE:HD13 1:A:261: THR:HB 1.93 0.51
1:F:252:GLU:O 1:F:253:ASP:HB2 2.11 0.51
1:K:235:PRO:HG3 1:K:310:GLU:HA 1.92 0.51
1:M:245:LYS:HZ2 1:M:319:GLN:NE2 2.09 0.51
1:1:183:LEU:CD1 1:1:184:GLN:HG3 2.41 0.50
1:A:265:ASN:ND2 2:0:610:LEU:H 2.06 0.50
1:D:230:ILE:CD1 1:D:261: THR:HB 2.41 0.50
1:1:217:SER:N 1:1:218:PRO:CD 2.74 0.50
1:K:5:ASP:HB2 1:K:524:LEU:CD1 2.41 0.50
1:F:13:ARG:HD?2 1:F:104:LEU:HD22 1.92 0.50
1:M:37:ASN:ND2 1:M:51:LYS:HG3 2.26 0.50
1:H:449:ALA:HB3 1:H:450:PRO:HD3 1.91 0.50
1:B:384:ALA:O 1:B:385: THR:HG23 2.12 0.50
1:N:183:LEU:CD1 1:N:184:GLN:HG3 2.40 0.50
1:D:183:LEU:CD1 1:D:184:GLN:HG3 2.40 0.50
1:K:238:GLU:O 1:K:241:ALA:HB3 2.11 0.50
1:A:271:VAL:HG12 | 1:A:273:VAL:HG23 1.91 0.50
1:E:271:VAL:HG12 | 1:E:273:VAL:HG23 1.93 0.50
1:N:213:VAL:HB 1:N:325:1ILE:HB 1.92 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:263:VAL:O 1:F:267:-MET:HB2 2.10 0.50
1:H:7:LYS:HG3 1:H:66:PHE:CZ 2.46 0.50
1:J:321:LYS:HD2 1:J:334:ASP:0OD2 2.12 0.50
1:E:130:GLU:HB3 1:E:422:VAL:HG22 1.93 0.50
1:M:230:ILE:HD13 | 1:M:261: THR:HG21 1.93 0.50
1:H:27:VAL:CG1 1:H:90: THR:HG23 2.41 0.50
1:1:414:GLY:H 1:1:494:LEU:HA 1.77 0.50
1:H:202:PRO:C 1:H:204:PHE:H 2.14 0.50
1:H:302:SER:H 1:H:307:MET:HE1 1.76 0.50
1:1:37:ASN:ND2 1:1:51:LYS:HG3 2.26 0.50
1:F:183:LEU:CD1 1:F:184:GLN:HG3 2.40 0.50
1:K:270:ILE:HD13 2:Y:608:GLY:HA3 1.92 0.50
1:F:71:ALA:O 1:F:75:LYS:HB2 2.11 0.50
1:C:200:LEU:HG 1:C:276:VAL:HA 1.93 0.50
1:F:200:LEU:O 1:F:201:SER:HB3 2.09 0.50
1:J:13:ARG:HD2 1:J:104:LEU:HD22 1.91 0.50
1:K:252:GLU:O 1:K:253:ASP:HB2 2.11 0.50
1:E:252:GLU:O 1:E:253:ASP:HB2 2.11 0.50
1:F:302:SER:H 1:F:307:MET:HE1 1.76 0.50
1:L:235:PRO:HG3 1:L:310:GLU:HA 1.92 0.50
1:C:37:ASN:ND2 1:C:51:LYS:HG3 2.27 0.50
1:C:185:ASP:0OD1 1:C:382:GLY:N 2.45 0.50
1:J:496:PRO:HD2 1:J:499:VAL:HG11 1.94 0.50
1:H:241:ALA:HA 1:H:271:VAL:HG22 1.93 0.50
1:K:230:ILE:CD1 1:K:261: THR:HB 2.42 0.50
1:F:349:ILE:HA 1:F:352:GLN:HG3 1.94 0.50
1:N:5:ASP:HB2 1:N:524:LEU:HD12 1.94 0.50
1:H:183:LEU:CD1 1:H:184:GLN:HG3 2.42 0.50
1:1:238:GLU:O 1:1:241:ALA:HB3 2.11 0.50
1:E:270:ILE:HD13 2:5:608:GLY:HA3 1.94 0.50
1:B:46:ALA:HB2 1:C:76:GLU:CG 2.40 0.50
1:B:266: THR:HA 1:B:271:VAL:O 2.12 0.50
1:N:200:LEU:HG 1:N:276:VAL:HA 1.92 0.50
1:B:202:PRO:C 1:B:204:PHE:H 2.15 0.50
1:A:5:ASP:HB2 1:A:524:LEU:CD1 2.42 0.50
1:J:37:ASN:ND2 1:J:51:LYS:HG3 2.27 0.50
1:D:7:LYS:HG3 1:D:66:PHE:CZ 2.46 0.50
1:B:198:GLY:HA3 1:B:328:ASP:HA 1.92 0.50
1:C:235:PRO:HG3 1:C:310:GLU:HA 1.94 0.50
1:H:37:ASN:ND2 1:H:51:LYS:HG3 2.26 0.50
1:J:525:PRO:HG2 3:J:1175:HOH:O 2.11 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:J:270:ILE:HA 1:K:229:ASN:ND2 2.26 0.50
1:E:238:GLU:O 1:E:241:ALA:HB3 2.12 0.50
1:1:414:GLY:O 1:L:417:VAL:HG13 2.12 0.50
1:E:200:LEU:O 1:E:201:SER:HB3 2.11 0.50
1:D:185:ASP:0OD1 1:D:382:GLY:N 2.42 0.50
1:G:13:ARG:HD2 1:G:104:LEU:HD22 1.92 0.50
1:L:37:ASN:ND2 1:L:51:LYS:HG3 2.26 0.50
1:C:463:SER:O 1:C:467:ASN:HB2 2.12 0.50
1:F:463:SER:O 1:F:467:ASN:HB2 2.12 0.50
1:1:155:ASP:0OD1 1:I:157:THR:HB 2.12 0.50
1:J:235:PRO:HG3 1:J:310:GLU:HA 1.93 0.50
1:N:270:ILE:HD13 2:2:608:GLY:HA3 1.94 0.50
1:F:270:ILE:HG12 1:G:229:ASN:ND2 2.27 0.50
1:N:131:LEU:HD13 | 1:N:422:VAL:HG21 1.94 0.50
1:M:120:ILE:O 1:M:124:VAL:HG23 2.12 0.50
1:F:270:ILE:HG12 1:G:229:ASN:HD21 1.77 0.50
1:H:193:-MET:HG3 1:H:371:LYS:HB3 1.94 0.50
1:A:218:PRO:HD2 1:A:320:ALA:O 2.12 0.50
1:D:302:SER:H 1:D:307:MET:CE 2.25 0.50
1:B:59:GLU:O 1:C:4:LYS:HG3 2.12 0.50
1:K:241:ALA:HA 1:K:271:VAL:HG22 1.94 0.49
1:B:266: THR:CG2 1:B:273:VAL:H 2.24 0.49
1:L:218:PRO:HB3 1:1:246:PRO:HG2 1.94 0.49
1:A:200:LEU:O 1:A:201:SER:HB3 2.11 0.49
2:1:602: TRP:NE1 2:1:612:PRO:HG3 2.27 0.49
1:N:193:MET:HE1 1:N:292:ILE:HG12 1.94 0.49
1:K:193:MET:HE3 1:K:292:ILE:HG12 1.94 0.49
1:1:230:ILE:CD1 1:I:261: THR:HB 2.42 0.49
1:E:230:ILE:HD13 1:E:261: THR:HB 1.93 0.49
1:A:291:ASP:OD2 1:A:368:ARG:HD2 2.12 0.49
1:F:235:PRO:HG3 1:F:310:GLU:HA 1.94 0.49
1:L:302:SER:H 1:L:307:-MET:HE1 1.76 0.49
1:N:198:GLY:HA3 1:N:328:ASP:HA 1.94 0.49
1:D:384:ALA:O 1:D:385: THR:HG23 2.11 0.49
1:D:266: THR:CG2 1:D:273:VAL:H 2.24 0.49
1:C:200:LEU:O 1:C:201:SER:HB3 2.11 0.49
1:F:414:GLY:H 1:F:494:LEU:HA 1.77 0.49
1:E:38:VAL:HG22 1:F:519:CYS:HB3 1.94 0.49
1:N:252:GLU:O 1:N:253:ASP:HB2 2.11 0.49
1:H:305:ILE:O 1:H:305:ILE:HG22 2.12 0.49
2:X:602:TRP:CE2 2:X:612:PRO:HG3 2.47 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:M:217:SER:N 1:M:218:PRO:CD 2.76 0.49
1:N:414:GLY:H 1:N:494:LEU:HA 1.77 0.49
1:F:200:LEU:HG 1:F:276: VAL:HA 1.93 0.49
1:L:201:SER:O 1:1L:202:PRO:O 2.31 0.49
1:E:291:ASP:0OD2 1:E:368:ARG:HD2 2.13 0.49
1:M:235:PRO:HG3 1:M:310:GLU:HA 1.95 0.49
1:B:37:ASN:ND2 1:B:51:LYS:HG3 2.28 0.49
1:B:273:VAL:HG12 1:B:274:ALA:N 2.28 0.49
1:C:193:MET:HE3 1:C:292:1LE:HG12 1.94 0.49
1:E:185:ASP:OD1 1:E:382:GLY:N 2.45 0.49
1:C:496:PRO:HD2 1:C:499:VAL:HG11 1.95 0.49
1:C:414:GLY:H 1:C:494:LEU:HA 1.78 0.49
1:1:230:ILE:HD13 1:1:261: THR:HG21 1.94 0.49
1:L:200:LEU:HG 1:L:276:VAL:HA 1.94 0.49
1:D:131:LEU:HD13 | 1:D:422:VAL:HG21 1.94 0.49
1:A:452:ARG:HD3 3:A:1012:HOH:O 2.13 0.49
1:D:213:VAL:HB 1:D:325:1LE:HB 1.94 0.49
1:M:271:VAL:HG12 | 1:M:273:VAL:HG23 1.94 0.49
1:G:238:GLU:O 1:G:241:ALA:HB3 2.12 0.49
1:A:155:ASP:0OD1 1:A:157:THR:HB 2.12 0.49
1:D:182:GLY:O 1:D:183:LEU:O 2.31 0.49
2:T:602: TRP:NE1 2:T:612:PRO:HG3 2.27 0.49
1:G:252:GLU:O 1:G:253:ASP:HB2 2.12 0.49
1:1:291:ASP:0D2 1:1L:368: ARG:HD2 2.11 0.49
1:D:235:PRO:HG3 1:D:310:GLU:HA 1.95 0.49
1:C:263:VAL:O 1:C:267:MET:HB2 2.12 0.49
1:G:235:PRO:HG3 1:G:310:GLU:HA 1.93 0.49
1:E:305:ILE:O 1:E:305:1LE:HG22 2.11 0.49
1:1:463:SER.:O 1:1:467:ASN:HB2 2.12 0.49
1:A:231:ARG:HH22 | 2:0:603:MET:HE1 1.78 0.49
1:D:238:GLU:O 1:D:241:ALA:HB3 2.12 0.49
1:J:463:SER:O 1:J:467:ASN:HB2 2.12 0.49
1:N:235:PRO:HG3 1:N:310:GLU:HA 1.95 0.49
1:1:463:SER:O 1:L:467:ASN:HB2 2.13 0.49
1:M:305:ILE:O 1:M:305:ILE:HG22 2.12 0.49
1:M:231:ARG:NH1 2:1:612:PRO:O 2.46 0.49
1:1L:273:VAL:HG12 1:1L:274:ALA:N 2.27 0.49
1:A:241:ALA:HA 1:A:271:VAL:HG22 1.95 0.49
1:J:71:ALA:O 1:J:75:LYS:HB2 2.13 0.49
1:K:202:PRO:C 1:K:204:PHE:H 2.16 0.49
1:L:230:ILE:HD13 1:L:261: THR:HB 1.93 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:200:LEU:HD21 1:A:277:LYS:HG3 1.95 0.49
1:B:146:GLN:O 1:B:150:ILE:HG13 2.13 0.49
1:B:463:SER:O 1:B:467:ASN:HB2 2.13 0.49
1:H:5:ASP:HB2 1:H:524:LEU:HD12 1.95 0.49
1:N:273:VAL:HG12 1:N:274:ALA:N 2.28 0.49
1:G:231:ARG:NH1 2:U:612:PRO:O 2.46 0.49
1:B:238:GLU:O 1:B:241:ALA:HB3 2.12 0.49
1:A:201:SER:O 1:A:202:PRO:O 2.30 0.49
1:E:5:ASP:HB2 1:E:524:LEU:CD1 2.42 0.49
1:D:5:ASP:HB2 1:D:524:LEU:CD1 2.42 0.49
1:1:302:SER:H 1:1:307:-MET:HE1 1.78 0.49
1:1:235:PRO:HG3 1:1:310: GLU:HA 1.95 0.49
1:J:146:GLN:O 1:J:150:ILE:HG13 2.13 0.49
1:E:240:VAL:HG11 1:E:247:LEU:HB?2 1.94 0.49
1:F:305:1LE:O 1:F:305:ILE:HG22 2.13 0.49
1:N:241:ALA:HA 1:N:271:VAL:HG22 1.94 0.48
1:C:273:VAL:HG12 1:C:274:ALA:N 2.27 0.48
1:F:27:VAL:CG1 1:F:90: THR:HG23 2.43 0.48
1:K:263:VAL:O 1:K:267:-MET:HB2 2.13 0.48
1:C:213:VAL:HB 1:C:325:1LE:HB 1.94 0.48
1:M:241:ALA:HA 1:M:271:VAL:HG22 1.94 0.48
1:E:200:LEU:HG 1:E:276:VAL:HA 1.95 0.48
1:E:217:SER:N 1:E:218:PRO:CD 2.76 0.48
1:F:5:ASP:HB2 1:F:524:LEU:CD1 2.43 0.48
1:M:27:VAL:CG1 1:M:90: THR:HG23 2.43 0.48
1:G:384:ALA:O 1:G:385:THR:HG23 2.13 0.48
1:A:185:ASP:0OD1 1:A:382:GLY:N 2.45 0.48
1:D:230:ILE:HD13 | 1:D:261: THR:HG21 1.94 0.48
1:L:202:PRO:C 1:L:204:PHE:H 2.17 0.48
1:C:7:LYS:HG3 1:C:66:PHE:CZ 2.48 0.48
1:1:252:GLU:O 1:1:253:ASP:HB2 2.14 0.48
1:K:200:LEU:HG 1:K:276:VAL:HA 1.96 0.48
1:K:463:SER:O 1:K:467:ASN:HB2 2.13 0.48
1:J:305:ILE:O 1:J:305:ILE:HG22 2.12 0.48
1:J:5:ASP:HB2 1:J:524:LEU:CD1 2.44 0.48
2:X:602: TRP:NE1 2:X:612:PRO:HG3 2.28 0.48
1:M:496:PRO:HD2 | 1:M:499:VAL:HG11 1.96 0.48
1:B:193:MET:HE1 1:B:292:1LE:HG12 1.94 0.48
1:E:271:VAL:HG21 2:5:607: TRP:HZ3 1.78 0.48
1:J:349:1LE:HA 1:J:352:GLN:HG3 1.95 0.48
1:K:217:SER:N 1:K:218:PRO:CD 2.76 0.48
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:5:ASP:HB2 1:C:524:LEU:CD1 2.43 0.48
1:E:27:VAL:HG12 1:E:90: THR:HG23 1.95 0.48
1:1:213:VAL:HB 1:L:325:ILE:HB 1.95 0.48
1:K:198:GLY:HA3 1:K:328:ASP:HA 1.94 0.48
1:B:38: VAL:HG22 1:C:519:CYS:HB3 1.94 0.48
1:N:185:ASP:0OD1 1:N:382:GLY:N 2.47 0.48
1:G:202:PRO:C 1:G:204:PHE:H 2.16 0.48
1:B:414:GLY:O 1:B:417:VAL:HG13 2.13 0.48
1:C:27:VAL:CG1 1:C:90: THR:HG23 2.43 0.48
2:1:602: TRP:CE2 2:1:612:PRO:HG3 2.49 0.48
1:H:238:GLU:O 1:H:241:ALA:HB3 2.13 0.48
1:E:202:PRO:O 1:E:204:PHE:N 2.45 0.48
1:G:27:VAL:CG1 1:G:90: THR:HG23 2.43 0.48
1:N:305:ILE:O 1:N:305:ILE:HG22 2.13 0.48
1:K:291:ASP:0OD2 1:K:368:ARG:HD2 2.14 0.48
1:M:16:MET:O 1:M:20:VAL:HG13 2.14 0.48
1:E:155:ASP:OD1 1:E:157: THR:HB 2.14 0.48
1:1:185:ASP:OD1 1:1:382:GLY:N 2.45 0.48
1:N:266: THR:CG2 1:N:273:VAL:H 2.27 0.48
1:D:200:LEU:HG 1:D:276:VAL:HA 1.95 0.48
1:1:120:ILE:O 1:1:124:VAL:HG23 2.14 0.48
1:K:230:ILE:HD13 1:K:261:THR:CB 2.43 0.48
1:J:230:ILE:HD13 1:J:261: THR:HG21 1.95 0.48
1:J:247:LEU:HD21 1:J:249:ILE:HD11 1.95 0.48
1:N:201:SER:O 1:N:202:PRO:O 2.31 0.48
1:D:109:ALA:HB2 1:J:109:ALA:HB2 1.96 0.48
1:B:230:ILE:HD13 1:B:261: THR:HG21 1.95 0.48
1:B:202:PRO:O 1:B:204:PHE:N 2.41 0.48
1:1:5:ASP:HB2 1:1:524:.LEU:CD1 2.44 0.48
1:K:200:LEU:O 1:K:201:SER:HB3 2.12 0.48
1:E:264:VAL:O 1:E:268:ARG:HG3 2.13 0.48
1:G:305:ILE:O 1:G:305:ILE:HG22 2.14 0.48
1:B:305:ILE:O 1:B:305:ILE:HG22 2.12 0.48
1:K:305:ILE:O 1:K:305:ILE:HG22 2.12 0.48
1:D:384:ALA:C 1:D:385: THR:HG23 2.34 0.48
1:K:185:ASP:0OD1 1:K:382:GLY:N 2.47 0.48
1:C:139:SER:O 1:C:171:LYS:HE2 2.14 0.48
1:J:265:ASN:ND2 2:X:610:LEU:H 2.10 0.48
1:E:199:TYR:HA 1:E:276:VAL:HG12 1.96 0.48
1:B:217:SER:N 1:B:218:PRO:CD 2.76 0.48
1:H:230:ILE:CD1 1:H:261:THR:HB 2.44 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)

1:N:202:PRO:C 1:N:204:PHE:H 2.17 0.48
1:N:16:MET:O 1:N:20:VAL:HG13 2.14 0.48
1:A:463:SER:O 1:A:467:ASN:HB2 2.14 0.48
1:1:252:GLU:O 1:1:253:ASP:HB2 2.14 0.48
1:M:414:GLY:H 1:M:494:LEU:HA 1.79 0.47
1:F:202:PRO:C 1:F:204:PHE:H 2.17 0.47
1:M:245:LYS:NZ 1:M:319:GLN:NE2 2.62 0.47
1:1:319:GLN:HB3 1:1:336: VAL:HG21 1.95 0.47
1:C:240:VAL:HG11 1:C:247:LEU:HB2 1.96 0.47
1:1:182:GLY:O 1:L:183:LEU:O 2.32 0.47
1:1:63:GLU:HB3 3:1:1204:HOH:O 2.14 0.47
1:H:79:SER:HA 1:H:89:THR:CG2 2.44 0.47
1:N:193:MET:HG3 1:N:371:LYS:HB3 1.96 0.47
1:1:202:PRO:O 1:1:204:PHE:N 2.45 0.47
1:F:217:SER:N 1:F:218:PRO:CD 2.77 0.47
1:F:218:PRO:HG3 1:F:323: VAL:HG13 1.95 0.47
1:1:245:LYS:NZ 1:1L:319:GLN:NE2 2.62 0.47
1:F:155:ASP:OD1 1:F:157:.THR:HB 2.13 0.47
1:H:155:ASP:0OD1 1:H:157:-THR:HB 2.14 0.47
1:G:16:MET:O 1:G:20: VAL:HG13 2.14 0.47
1:A:305:ILE:O 1:A:305:ILE:HG22 2.14 0.47
1:J:182:GLY:O 1:J:183:LEU:O 2.32 0.47
1:H:229:ASN:HD22 1:N:270:ILE:HA 1.78 0.47
1:L:230:ILE:HD13 1:L:261: THR:HG21 1.96 0.47
1:L:200:LEU:O 1:L:201:SER:HB3 2.12 0.47
1:M:5:ASP:HB2 1:M:524:LEU:CD1 2.43 0.47
1:E:263:VAL:O 1:E:267:MET:HB2 2.13 0.47
1:K:369:VAL:HG23 1:K:370:ALA:N 2.28 0.47
1:1:240:VAL:HG11 1:1:247:LEU:HB2 1.96 0.47
1:G:463:SER:O 1:G:467:ASN:HB2 2.14 0.47
1:N:463:SER:O 1:N:467:ASN:HB2 2.14 0.47
1:1L:384:ALA:O 1:L:385: THR:HG23 2.14 0.47
1:A:384:ALA:O 1:A:385: THR:HG23 2.15 0.47
1:C:241:ALA:HA 1:C:271:VAL:HG22 1.96 0.47
1:J:414.GLY:H 1:J:494:LEU:HA 1.79 0.47
1:M:200:LEU:HD13 1:M:254:VAL:HB 1.96 0.47
1:K:200:LEU:HD21 1:K:277:LYS:HG3 1.96 0.47
1:A:198:GLY:HA3 1:A:328:ASP:HA 1.94 0.47
1:M:263:VAL:O 1:M:267:MET:HB2 2.13 0.47
1:M:230:ILE:CD1 1:M:261: THR:HB 2.45 0.47
1:G:200:LEU:HG 1:G:276:VAL:HA 1.95 0.47
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1.E:16:MET:O 1:E:20:VAL:HG13 2.14 0.47
1:E:463:SER:O 1:E:467:ASN:HB2 2.14 0.47
1:N:155:ASP:OD1 1:N:157:THR:HB 2.15 0.47
1:B:291:ASP:0OD2 1:B:368: ARG:HD2 2.14 0.47
1:C:438:VAL:O 1:C:442:VAL:HG23 2.14 0.47
2:P:602:TRP:NE1 2:P:612:PRO:HG3 2.29 0.47
1:J:262:LEU:HD22 1:J:273:VAL:HG11 1.97 0.47
1:K:131:LEU:HD13 | 1:K:422:VAL:HG21 1.96 0.47
1:D:202:PRO:C 1:D:204:PHE:H 2.17 0.47
1:D:414:GLY:H 1:D:494:LEU:HA 1.79 0.47
1:F:185:ASP:OD1 1:F:382:GLY:N 2.47 0.47
1:B:263:VAL:O 1:B:267:-MET:HB2 2.14 0.47
1:1:305:ILE:HG22 1:1:305:ILE:O 2.14 0.47
1:L:305:1ILE:HG22 1:L:305:ILE:O 2.14 0.47
1:K:384:ALA:O 1:K:385: THR:HG23 2.15 0.47
1:1:383:ALA:HB1 1:J:281:PHE:CZ 2.44 0.47
1:H:384:ALA:O 1:H:385: THR:HG23 2.14 0.47
1:F:182:GLY:O 1:F:183:LEU:O 2.33 0.47
2:V:602: TRP:NE1 2:V:612:PRO:HG3 2.29 0.47
1:F:270:ILE:HD13 2:1T:608:GLY:HA3 1.97 0.47
1:A:270:ILE:HG12 1:B:229:ASN:HD21 1.80 0.47
1:B:382:GLY:O 1:B:389:MET:HG2 2.14 0.47
1:M:193:MET:HG2 1:M:194:GLN:N 2.29 0.47
1:D:247:LEU:HD21 1:D:249:.1LE:HD11 1.95 0.47
1:G:414:GLY:H 1:G:494.LEU:HA 1.80 0.47
1:J:202:PRO:C 1:J:204:PHE:H 2.17 0.47
1:A:199:TYR:HA 1:A:276:VAL:HG12 1.97 0.47
1:H:5:ASP:HB2 1:H:524:LEU:CD1 2.45 0.47
1:1L:369: VAL:HG23 1:L:370:ALA:N 2.29 0.47
1:G:198:GLY:HA3 1:G:328:ASP:HA 1.95 0.47
1:A:238:GLU:O 1:A:241:ALA:HB3 2.15 0.47
1:M:271:VAL:HG21 2:1:607:-TRP:HZ3 1.80 0.47
1:L:193:MET:HG2 1:1:194:GLN:N 2.29 0.47
1:E:266: THR:HG22 1:E:271:VAL:O 2.15 0.47
1:J:199:'TYR:CZ 1:J:327:LYS:HA 2.50 0.47
1:1:90: THR:O 1:1:94: VAL:HG13 2.14 0.47
1:E:438:VAL:O 1:E:442:VAL:HG23 2.15 0.47
1:H:252:GLU:O 1:H:253:ASP:HB2 2.15 0.47
1:B:384:ALA:C 1:B:385: THR:HG23 2.35 0.47
1:1:266: THR:CG2 1:1:273:VAL:H 2.27 0.47
1:F:266: THR:CG2 1:F:273:VAL:H 2.27 0.47
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:273: VAL:HG12 1:F:274:ALA:N 2.30 0.47
1:E:241:ALA:HA 1:E:271:VAL:HG22 1.96 0.47
1:K:240:VAL:HG11 1:K:247:LEU:HB2 1.96 0.47
1:D:200:LEU:HD21 1:D:277:LYS:HG3 1.96 0.47
1:1:200:LEU:O 1:1:201:SER:HB3 2.13 0.47
1:C:26:ALA:HA 1:D:8:PHE:HE1 1.80 0.47
1:E:235:PRO:HG3 1:E:310:GLU:HA 1.97 0.47
1:B:182:GLY:O 1:B:183:LEU:O 2.33 0.47
1:H:384:ALA:C 1:H:385: THR:HG23 2.36 0.47
1:F:87:ASP:O 1:F:499:VAL:HG23 2.15 0.47
1:G:217:SER:N 1:G:218:PRO:CD 2.78 0.47
1:A:319:GLN:HB3 1:A:336:VAL:HG21 1.96 0.47
1:A:245:LYS:NZ 1:A:319:GLN:NE2 2.62 0.47
1:M:382:GLY:O 1:M:389:MET:HG2 2.15 0.47
1:A:37:ASN:ND2 1:A:51:LYS:HG3 2.30 0.47
1:M:384:ALA:C 1:M:385: THR:HG23 2.36 0.46
1:H:266: THR:CG2 1:H:273:VAL:H 2.28 0.46
1:A:414:GLY:H 1:A:494:LEU:HA 1.79 0.46
1:L:199:TYR:HA 1:L:276:VAL:HG12 1.97 0.46
1:M:199: TYR:HA 1:M:276:VAL:HG12 1.98 0.46
1:1:130:GLU:HG3 3:L:1115:HOH:O 2.14 0.46
1:L:5:ASP:HB2 1:L:524:LEU:CD1 2.45 0.46
1:G:155:ASP:OD1 1:G:157:THR:HB 2.14 0.46
1:B:321:LYS:HD2 1:B:334:ASP:0D2 2.15 0.46
1:F:198:GLY:HA3 1:F:328:ASP:HA 1.97 0.46
1:E:245:LYS:NZ 1:E:319:GLN:NE2 2.63 0.46
1:K:155:ASP:0OD1 1:K:157:THR:HB 2.15 0.46
1:1L:95:LEU:O 1:L:99:ILE:HG13 2.15 0.46
1:1:270:ILE:CD1 2:W:608:GLY:HA3 2.45 0.46
1:J:185:ASP:0OD1 1:J:382:GLY:N 2.48 0.46
1:F:266: THR:HG22 1:F:271:VAL:O 2.15 0.46
1:B:193:MET:HG3 1:B:371:LYS:HB3 1.96 0.46
1:F:131:LEU:HD13 | 1:F:422:VAL:HG21 1.97 0.46
1:D:27:VAL:CG1 1:D:90:THR:HG23 2.45 0.46
1:J:27:VAL:CG1 1:J:90: THR:HG23 2.45 0.46
1:D:463:SER:O 1:D:467:ASN:HB2 2.15 0.46
1:H:463:SER:O 1:H:467:ASN:HB2 2.16 0.46
1:J:384:ALA:O 1:J:385:THR:HG23 2.15 0.46
1:1:384:ALA:O 1:1:385: THR:HG23 2.15 0.46
1:M:182:GLY:O 1:M:183:LEU:O 2.34 0.46
1:E:231:ARG:NH1 2:5:612:PRO:O 2.48 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)
1:G:193:MET:HE1 1:G:292:ILE:HG12 1.97 0.46
1:D:199:TYR:CZ 1:D:327:LYS:HA 2.51 0.46
1:1L:230:ILE:CD1 1:L:261: THR:HB 2.46 0.46
1:E:202:PRO:C 1:E:204:PHE:H 2.18 0.46
1:A:230:ILE:CD1 1:A:261:THR:HB 2.46 0.46
1:F:199:TYR:HA 1:F:276:VAL:HG12 1.97 0.46
1:M:200:LEU:HG 1:M:276:VAL:HA 1.97 0.46
1:D:90: THR.:O 1:D:94:VAL:HG13 2.15 0.46
1:E:131:LEU:HD13 | 1:E:422:VAL:HG21 1.97 0.46
1:F:296: THR:HB 1:F:319:GLN:H 1.79 0.46
1:N:245:LYS:NZ 1:N:319:GLN:NE2 2.63 0.46
1:1:95:LEU:O 1:1:99:ILE:HG13 2.16 0.46
1:H:38:VAL:HG22 1:1:519:CYS:HB3 1.96 0.46
1:C:182:GLY:O 1:C:183:LEU:O 2.33 0.46
1:G:79:SER:HA 1:G:89: THR:HG22 1.97 0.46
1:1:139:SER:O 1:I:171:LYS:HE2 2.16 0.46
1:1:193:MET:HG2 1:1:194:GLN:N 2.30 0.46
1:C:217:SER:N 1:C:218:PRO:CD 2.78 0.46
1:G:131:LEU:HD13 | 1:G:422:VAL:HG21 1.97 0.46
1:M:384:ALA:O 1:M:385: THR:HG23 2.14 0.46
1:L:265:ASN:HD21 2:7:610:LEU:N 2.00 0.46
1:K:79:SER:HA 1:K:89:THR:CG2 2.46 0.46
1:K:79:SER:HA 1:K:89: THR:HG22 1.98 0.46
1:L:79:SER:HA 1:1L:89: THR:HG22 1.98 0.46
1:E:193:-MET:HG2 1:E:194:GLN:N 2.31 0.46
1:M:247.LEU:HD21 | 1:M:249:.ILE:HD11 1.96 0.46
1:J:200:LEU:HD21 1:.J:277:LYS:HG3 1.98 0.46
2:Y:604: THR:HG22 2:Y:605: THR:O 2.16 0.46
1:A:321:LYS:HD2 1:A:334:ASP:0OD2 2.15 0.46
1:E:182:GLY:O 1:E:183:LEU:O 2.34 0.46
1:K:270:ILE:CD1 2:Y:608:GLY:HA3 2.45 0.46
1:A:266: THR:CG2 1:A:273:VAL:H 2.28 0.46
1:M:230:ILE:HD13 1:M:261: THR:HB 1.96 0.46
1:C:202:PRO:C 1:C:204:PHE:H 2.18 0.46
1:I:131:LEU:HD13 1:1:422:VAL:HG21 1.97 0.46
1:B:200:LEU:HD21 1:B:277:LYS:HG3 1.98 0.46
2:V:602: TRP:CE2 2:V:612:.PRO:HG3 2.51 0.46
1:1:241:ALA:HA 1:1:271:VAL:HG22 1.98 0.46
1:H:79:SER:HA 1:H:89: THR:HG22 1.97 0.46
1:A:193:MET:HG2 1:A:194:GLN:N 2.30 0.46
1:M:240:VAL:HG11 1:M:247.:LEU:HB2 1.96 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)

1:N:201:SER:C 1:N:202:PRO:O 2.54 0.46
1:C:176: THR:HG22 1:C:177:VAL:N 2.31 0.46
1:H:182:GLY:O 1:H:183:LEU:O 2.34 0.46
1:A:182:GLY:O 1:A:183:LEU:O 2.33 0.46
2:P:602: TRP:CE2 2:P:612:PRO:HG3 2.50 0.46
1:L:79:SER:HA 1:1L:89: THR:CG2 2.46 0.46
1:G:241:ALA:HA 1:G:271:VAL:HG22 1.98 0.46
1:A:218:PRO:CB 1:A:246:PRO:HG2 2.46 0.46
1:A:90: THR:O 1:A:94:VAL:HG13 2.14 0.46
1:J:200:LEU:HG 1:J:276:VAL:HA 1.97 0.46
1:C:90:THR:O 1:C:94:VAL:HG13 2.15 0.46
1:C:270:ILE:CD1 2:Q:608:GLY:HA3 2.45 0.46
1:B:199:TYR:CZ 1:B:327:LYS:HA 2.51 0.46
1:K:264:VAL:O 1:K:268:ARG:HG3 2.15 0.46
1:G:245:LYS:NZ 1:G:319:GLN:NE2 2.63 0.46
1:A:176: THR:HG22 1:A:177:VAL:N 2.31 0.46
1:1:146:GLN:O 1:I:150:ILE:HG13 2.16 0.46
1:J:384:ALA:C 1:J:385:THR:HG23 2.36 0.46
1:F:270:ILE:HA 1:G:229:ASN:HD22 1.81 0.46
1:J:131:LEU:HD13 1:J:422:VAL:HG21 1.97 0.46
1:J:230:ILE:HD13 1:J:261: THR:HB 1.98 0.46
1:A:230:ILE:HD13 | 1:A:261:THR:HG21 1.98 0.46
1:J:217:SER:N 1:J:218:PRO:CD 2.79 0.46
1:N:199: TYR:HA 1:N:276:VAL:HG12 1.98 0.46
1:N:5:ASP:HB2 1:N:524:LEU:CD1 2.46 0.46
1:B:245:LYS:NZ 1:B:319:GLN:NE2 2.64 0.46
1:H:198:GLY:HA3 1:H:328:ASP:HA 1.97 0.46
1:K:182:GLY:O 1:K:183:LEU:O 2.34 0.46
1:F:265:ASN:HD21 2:T:610:LEU:N 2.06 0.46
1:K:273:VAL:HG12 1:K:274:ALA:N 2.31 0.46
1:B:270:1ILE:HD13 2:P:608:GLY:HA3 1.97 0.46
1:C:238:GLU:O 1:C:241:ALA:HB3 2.16 0.46
1:G:266: THR:HG22 1:G:271:VAL:O 2.16 0.46
1:K:193:MET:HG2 1:K:194:GLN:N 2.31 0.46
1:H:199:TYR:HA 1:H:276:VAL:HG12 1.98 0.46
1:H:199:TYR:CZ 1:H:327:LYS:HA 2.50 0.46
1:M:202:PRO:C 1:M:204:PHE:H 2.18 0.46
1:B:199:TYR:HA 1:B:276:VAL:HG12 1.98 0.46
1:B:524:LEU:HD12 1:B:524:LEU:HA 1.84 0.46
1:H:321:LYS:HD2 1:H:334:ASP:0OD2 2.15 0.46
2:R:602: TRP:CE2 2:R:612:PRO:HG3 2.51 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)

1:G:384:ALA:C 1:G:385: THR:HG23 2.36 0.45
1:D:265:ASN:HD21 2:R:610:LEU:N 2.03 0.45
2:T:602: TRP:CE2 2:T:612:PRO:HG3 2.52 0.45
1:G:90: THR:O 1:G:94:VAL:HG13 2.15 0.45
1:K:90: THR:O 1:K:94:VAL:HG13 2.16 0.45
1:K:16:MET:O 1:K:20:VAL:HG13 2.16 0.45
1:J:198:GLY:HA3 1:J:328:ASP:HA 1.96 0.45
1:K:384:ALA:C 1:K:385: THR:HG23 2.37 0.45
1:1:384:ALA:C 1:1:385: THR:HG23 2.35 0.45
1:D:270:1ILE:CD1 2:R:608:GLY:HA3 2.46 0.45
2:Q:602:TRP:NE1 2:QQ:612:PRO:HG3 2.31 0.45
1:H:185:ASP:0OD1 1:H:382:GLY:N 2.46 0.45
1:H:87:ASP:O 1:H:499:VAL:HG23 2.16 0.45
1:J:266: THR:HG22 1:J:271:VAL:O 2.16 0.45
1:G:193:MET:HG2 1:G:194:GLN:N 2.31 0.45
1:H:349:ILE:O 1:H:353:1ILE:HG13 2.16 0.45
1:J:230:ILE:CD1 1:J:261: THR:HB 2.46 0.45
1:L:218:PRO:HG3 1:1L:323:VAL:HG13 1.96 0.45
1:F:90: THR:O 1:F:94:VAL:HG13 2.16 0.45
1:L:200:LEU:HD13 1:1:254:VAL:HB 1.98 0.45
1:1:302:SER:H 1:.1:307:MET:CE 2.28 0.45
1:C:245:LYS:NZ 1:C:319:GLN:NE2 2.64 0.45
1:1:384:ALA:C 1:1L:385: THR:HG23 2.36 0.45
1:G:270:ILE:HD13 2:U:608:GLY:HA3 1.98 0.45
1:F:270:ILE:HA 1:G:229:ASN:ND2 2.32 0.45
1:L:185:ASP:0OD1 1:1:382:GLY:N 2.48 0.45
1:M:238:GLU:O 1:M:241:ALA:HB3 2.16 0.45
1:B:240:VAL:HG11 1:B:247:.LEU.HB2 1.98 0.45
1:H:193:MET:HG2 1:H:194:GLN:N 2.32 0.45
1:C:200:LEU:HD21 1:C:277:LYS:HG3 1.97 0.45
1:G:240:VAL:HG11 1:G:247:.LEU:HB2 1.97 0.45
1:F:247.LEU:HD21 1:F:249:.ILE:HD11 1.98 0.45
1:K:217:SER:N 1:K:218:PRO:HD3 2.32 0.45
1:E:90: THR.:O 1:E:94:VAL:HG13 2.16 0.45
1:N:240:VAL:HG11 1:N:247.:LEU:HB2 1.98 0.45
1:J:95:.LEU:O 1:J:99:ILE:HG13 2.17 0.45
1:M:291:ASP:OD2 1:M:368:ARG:HD2 2.15 0.45
1:J:263:VAL:O 1:J:267:MET:HB2 2.17 0.45
1:G:79:SER:HA 1:G:89: THR:CG2 2.46 0.45
1:J:241:ALA:HA 1:J:271:VAL:HG22 1.99 0.45
1:M:217:SER:N 1:M:218:PRO:HD3 2.31 0.45

Continued on next page...




Page 53

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:1:199:TYR:CZ 1:1:327:LYS:HA 2.51 0.45
1:D:230:ILE:HD13 1:D:261:THR:CB 2.47 0.45
1:J:199:TYR:HA 1:J:276:VAL:HG12 1.99 0.45
1:1:222:LEU:HD?23 1:I:250:1ILE:HB 1.98 0.45
1:B:155:ASP:OD1 1:B:157:THR:HB 2.16 0.45
1:C:321:LYS:HD2 1:C:334:ASP:0OD2 2.15 0.45
1:N:445:ARG:HD3 3:N:1133:HOH:O 2.15 0.45
1:H:444:LEU:HD23 1:H:447:-MET:CE 2.46 0.45
2:W:604: THR:HG22 2:W:605:THR:O 2.16 0.45
1:C:384:ALA:O 1:C:385: THR:HG23 2.16 0.45
1:H:231:ARG:NH1 2:V:612:PRO:O 2.50 0.45
1:1:382:GLY:O 1:L:389:MET:HG2 2.16 0.45
1:B:241:ALA:HA 1:B:271:VAL:HG22 1.98 0.45
1:F:241:ALA:HA 1:F:271:VAL:HG22 1.98 0.45
1:1:202:PRO:C 1:1:204:PHE:H 2.20 0.45
1:1:230:ILE:HD13 1:1:261: THR:CB 2.45 0.45
1:C:199:TYR:HA 1:C:276:VAL:HG12 1.99 0.45
1:A:146:GLN:O 1:A:150:ILE:-HG13 2.16 0.45
1:F:7:LYS:HG3 1:F:66:PHE:CZ 2.51 0.45
1:N:42:LYS:HE3 1:N:48:THR:OG1 2.17 0.45
1:J:193:MET:HG2 1:J:194:GLN:N 2.31 0.45
1:K:139:SER:O 1:K:171:LYS:HE2 2.17 0.45
1:D:240:VAL:HG11 1:D:247:LEU:HB2 1.97 0.45
1:B:218:PRO:HD2 1:B:320:ALA:O 2.17 0.45
1:D:218:PRO:HD?2 1:D:320:ALA:O 2.16 0.45
1:H:217:SER:N 1:H:218:PRO:CD 2.80 0.45
1:L:155:ASP:0OD1 1:L:157:THR:HB 2.16 0.45
1:N:176: THR:HG22 1:N:177:VAL:N 2.32 0.45
1:B:25:ASP:HA 1:B:28:LYS:HE2 1.97 0.45
1:C:186:GLU:HB2 1:C:380:LYS:HB2 1.98 0.45
1:L:270:ILE:O 1:L:271:VAL:HB 2.16 0.45
2:U:602: TRP:NE1 2:U:612:PRO:HG3 2.31 0.45
1:C:199:TYR:CZ 1:C:327:LYS:HA 2.52 0.45
1:C:302:SER:H 1:C:307:MET:CE 2.29 0.45
1:F:16:MET:O 1:F:20:VAL:HG13 2.17 0.45
1:M:409:GLU:OE2 1:M:498:LYS:HG3 2.15 0.45
1:1:146:GLN:O 1:L:150:ILE:HG13 2.17 0.45
1:C:384:ALA:C 1:C:385: THR:HG23 2.37 0.45
1:1:182:GLY:O 1:1:183:LEU:O 2.35 0.45
1:A:384:ALA:C 1:A:385:THR:HG23 2.36 0.45
1:J:193:MET:HG3 1:J:371:LYS:HB3 1.98 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)

1:M:270:ILE:HD13 2:1:608:GLY:HA3 1.99 0.45
1:K:46:ALA:HB2 1:L:76:GLU:CG 2.43 0.45
1:E:381:VAL:O 1:E:382:GLY:O 2.34 0.45
1:J:238:GLU:O 1:J:241:ALA:HB3 2.16 0.45
1:F:217:SER:N 1:F:218:PRO:HD3 2.32 0.45
1:G:217:SER:N 1:G:218:PRO:HD3 2.32 0.45
1:F:245:LYS:NZ 1:F:319:GLN:NE2 2.65 0.45
1:1:369: VAL:HG23 1:1:370:ALA:N 2.32 0.45
1:D:176: THR:HG22 1:D:177:VAL:N 2.32 0.45
1:1:198:GLY:HA3 1:1:328: ASP:HA 1.98 0.45
1:M:302:SER:H 1:M:307:MET:CE 2.29 0.45
1:D:16:MET:O 1:D:20:VAL:HG13 2.17 0.45
1:F:384:ALA:C 1:F:385: THR:HG23 2.37 0.45
1:E:139:SER:O 1:E:171:LYS:HE2 2.17 0.45
1:N:319:GLN:HB3 1:N:336:VAL:HG21 1.98 0.45
1:J:291:ASP:0OD2 1:J:368:ARG:HD?2 2.17 0.45
1:1:444:-LEU:HD23 1:L:447-MET:CE 2.47 0.45
1:N:384:ALA:O 1:N:385: THR:HG23 2.16 0.45
1:N:79:SER:HA 1:N:89:THR:CG2 2.46 0.45
1:J:273:VAL:HG12 1:J:274:ALA:N 2.31 0.45
1:L:217:SER:N 1:1L:218:PRO:CD 2.80 0.45
1:H:218:PRO:HD2 1:H:320:ALA:O 2.17 0.45
1:D:319:GLN:HB3 1:D:336: VAL:CG2 2.46 0.45
1:F:146:GLN:O 1:F:150:ILE:HG13 2.17 0.45
1:D:263:VAL:O 1:D:267:-MET:HB2 2.16 0.45
1:M:155:ASP:0OD1 1:M:157:-THR:HB 2.17 0.45
1:F:176: THR:HG22 1:F:177:VAL:N 2.32 0.45
1:J:219:PHE:HB3 1:J:317:LEU:HD23 1.99 0.45
1:C:155:ASP:0OD1 1:C:157:THR:HB 2.16 0.45
1:E:384:ALA:C 1:E:385:THR:HG23 2.37 0.44
1:1:193:MET:HG3 1:1:371:LYS:HB3 1.98 0.44
1:A:240:VAL:HG11 1:A:247:LEU:HB2 1.98 0.44
1:1:414:GLY:N 1:L:494:LEU:HA 2.32 0.44
1:H:90: THR:O 1:H:94:VAL:HG13 2.17 0.44
1:N:218:PRO:HG3 1:N:323:VAL:HG13 1.98 0.44
1:J:201:SER:O 1:J:202:PRO:O 2.35 0.44
1:1:245:LYS:HZ2 1:1:319:GLN:NE2 2.15 0.44
1:B:302:SER:H 1:B:307:MET:CE 2.30 0.44
1:G:185:ASP:OD1 1:G:382:GLY:N 2.50 0.44
1:C:264:VAL:O 1:C:268:ARG:HG3 2.17 0.44
1:N:384:ALA:C 1:N:385: THR:HG23 2.37 0.44

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:E:183:LEU:O 1:E:184:GLN:CB 2.65 0.44
1:E:384:ALA:O 1:E:385:THR:HG23 2.16 0.44
1:J:240:VAL:HG11 1:J:247:LEU:HB2 1.98 0.44
1:E:217:SER:N 1:E:218:PRO:HD3 2.32 0.44
1:A:202:PRO:O 1:A:204:PHE:N 2.45 0.44
1:D:382:GLY:O 1:D:389:MET:HG2 2.17 0.44
1:B:302:SER:H 1:B:307:-MET:HE1 1.82 0.44
1:H:146:GLN:O 1:H:150:ILE:HG13 2.17 0.44
1:M:25:ASP:HA 1:M:28:LYS:HE2 2.00 0.44
1:J:222:LEU:HD23 1:J:250:ILE:HB 1.99 0.44
1:G:68:ASN:O 1:G:72:GLN:HG2 2.17 0.44
1:D:305:ILE:O 1:D:305:ILE:HG22 2.16 0.44
1:F:384:ALA:O 1:F:385: THR:HG23 2.16 0.44
1:1:199: TYR:HA 1:1:276: VAL:HG12 2.00 0.44
1:D:217:SER:N 1:D:218:PRO:CD 2.81 0.44
1:A:202:PRO:C 1:A:204:PHE:H 2.18 0.44
1:J:369:VAL:HG23 1:J:370:ALA:N 2.32 0.44
1:K:319:GLN:HB3 1:K:336:VAL:HG21 1.98 0.44
1:D:321:LYS:HD2 1:D:334:ASP:0OD2 2.17 0.44
1:1:264:VAL:O 1:1:268:ARG:HG3 2.16 0.44
1:1:263:VAL:O 1:1:267:MET:HB2 2.16 0.44
1:1.:240:VAL:HG11 1:L:247:LEU:HB2 1.99 0.44
1:F:383:ALA:HB1 1:G:281:PHE:HZ 1.83 0.44
2:W:602: TRP:NE1 2:W:612:PRO:HG3 2.32 0.44
2:5:602: TRP:CE2 2:5:612:PRO:HG3 2.52 0.44
1:1:79:SER:HA 1:I:89: THR:HG22 1.99 0.44
1:H:247.:LEU:HD21 1:H:249:ILE:HD11 1.98 0.44
1:H:200:LEU:HG 1:H:276:VAL:HA 1.98 0.44
1:N:230:ILE:HD13 | 1:N:261:THR:HG21 2.00 0.44
1:N:200:LEU:O 1:N:201:SER:HB3 2.17 0.44
1:F:230:1LE:HD13 1:F:261: THR:HG21 2.00 0.44
1:F:302:SER:H 1:F:307:MET:CE 2.29 0.44
1:E:100:ILE:HD13 1:E:514:MET:CE 2.47 0.44
1:N:425:LYS:CE 3:N:1053:HOH:O 2.66 0.44
1:K:511:ALA:O 1:K:515:ILE:HG13 2.18 0.44
1:G:182:GLY:O 1:G:183:LEU:O 2.35 0.44
1:G:383:ALA:O 1:G:384:ALA:CB 2.65 0.44
2:5:602: TRP:NE1 2:5:612:PRO:HG3 2.33 0.44
1:M:79:SER:HA 1:M:89:THR:CG2 2.47 0.44
1:K:382:GLY:O 1:K:380:MET:HG2 2.17 0.44
1:N:193:MET:HG2 1:N:194:GLN:N 2.32 0.44
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:217:SER:N 1:A:218:PRO:CD 2.81 0.44
1:A:193:MET:HE1 1:A:292:1ILE:HG12 2.00 0.44
1:C:201:SER:C 1:C:202:PRO:O 2.56 0.44
1:1:217:SER:N 1:1:218:PRO:HD3 2.32 0.44
1:A:305:ILE:HD12 1:A:307:-MET:HE2 1.99 0.44
1:F:336:VAL:O 1:F:337:GLY:C 2.56 0.44
1:C:291:ASP:0OD2 1:C:368:ARG:HD2 2.18 0.44
1:D:198:GLY:HA3 1:D:328:ASP:HA 2.00 0.44
1:J:100:ILE:HD13 1:J:514¢:MET:CE 2.47 0.44
1:H:245:LYS:NZ 1:H:319:GLN:NE2 2.65 0.44
1:H:186:GLU:HB2 1:H:380:LYS:HB2 1.99 0.44
1:K:95:LEU:O 1:K:99:.ILE:HG13 2.17 0.44
1:E:198:GLY:HA3 1:E:328:ASP:HA 2.00 0.44
1:K:146:GLN:O 1:K:150:ILE:HG13 2.17 0.44
1:D:271:VAL:HG21 2:R:607: TRP:CZ3 2.49 0.44
1:K:87:ASP:O 1:K:499:VAL:HG23 2.17 0.44
1:N:87:ASP:0O 1:N:499:VAL:HG23 2.17 0.44
1:M:87:ASP:O 1:M:499:VAL:HG23 2.18 0.44
1:H:266: THR:HG22 1:H:271:VAL:O 2.17 0.44
1:L:193:MET:HE3 1:L:292:ILE:HG12 1.96 0.44
1:N:349:ILE:O 1:N:353:ILE:HG13 2.18 0.44
1:K:202:PRO:O 1:K:204:PHE:N 2.48 0.44
1:M:146:GLN:O 1:M:150:ILE:HG13 2.18 0.44
2:Y:602: TRP:NE1 2:Y:612:.PRO:HG3 2.33 0.44
2:5:604: THR:HG22 2:5:605: THR:O 2.17 0.44
1:G:438:VAL:O 1:G:442:VAL:HG23 2.17 0.44
1:F:369:VAL:HG23 1:F:370: ALA:N 2.33 0.44
1:M:111:MET:SD 1:M:438:VAL:HG21 2.58 0.44
1:B:176: THR:HG22 1:B:177:VAL:N 2.33 0.44
1:E:302:SER:H 1:E:307:-MET:CE 2.30 0.44
1:A:366:GLN:O 1:A:369:VAL:HG22 2.17 0.44
1:J:176: THR:HG21 1:J:333:ILE:HD11 1.99 0.44
1:J:319:GLN:HB3 1:J:336:VAL:HG21 1.98 0.44
1:D:146:GLN:O 1:D:150:1ILE:HG13 2.17 0.44
1:N:183:LEU:O 1:N:184:GLN:CB 2.64 0.44
1:F:231:ARG:NH1 2:T:612:PRO:O 2.51 0.44
2:U:602: TRP:CE2 2:U:612:.PRO:HG3 2.52 0.44
1:D:241:ALA:HA 1:D:271:VAL:HG22 1.99 0.44
1:J:139:SER:O 1:J:171:LYS:HE?2 2.18 0.44
1:N:217:SER:N 1:N:218:PRO:CD 2.80 0.44
1:H:201:SER:C 1:H:202:PRO:O 2.56 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:H:302:SER:H 1:H:307:MET:CE 2.30 0.44
2:R:602: TRP:NE1 2:R:612:PRO:HG3 2.33 0.44
1:F:68:ASN:O 1:F:72:GLN:HG2 2.17 0.44
2:QQ:604: THR:HG22 2:Q:605:THR:O 2.18 0.44
1:C:305:ILE:O 1:C:305:ILE:HG22 2.18 0.44
1:M:193:MET:HE3 1:M:292:ILE:HG12 1.98 0.44
1:B:247:LEU.HD21 1:B:249:ILE:HD11 1.99 0.44
1:H:111:MET:SD 1:H:438:VAL:HG21 2.58 0.44
1:J:155:ASP:0OD1 1:J:157: THR:HB 2.17 0.44
1:B:79:SER:HA 1:B:89: THR:HG22 2.00 0.44
1:D:79:SER:HA 1:D:89: THR:CG2 2.48 0.44
1:F:218:PRO:HD2 1:F:320:ALA:O 2.18 0.44
1:B:217:SER:N 1:B:218:PRO:HD3 2.33 0.44
1:F:202:PRO:O 1:F:204:PHE:N 2.45 0.44
1:K:199:TYR:CZ 1:K:327:LYS:HA 2.53 0.44
1:C:198:GLY:HA3 1:C:328:ASP:HA 1.99 0.44
1:G:291:ASP:0OD2 1:G:368:ARG:HD2 2.18 0.44
1:K:321:LYS:HD2 1:K:334:ASP:0D2 2.18 0.44
2:W:602: TRP:CE2 | 2:W:612:PRO:HG3 2.53 0.43
1:1:238:GLU:O 1:1:241:ALA:HB3 2.18 0.43
1:A:231:ARG:NH1 2:0:612:PRO:O 2.51 0.43
1:J:87:ASP:O 1:J:499:VAL:HG23 2.17 0.43
1:A:139:SER:O 1:A:171:LYS:HE2 2.17 0.43
1:N:90: THR.:O 1:N:94:VAL:HG13 2.17 0.43
1:N:302:SER:H 1:N:307:MET:HE1 1.83 0.43
1:G:245:LYS:HZ2 1:G:319:GLN:NE2 2.16 0.43
1:H:438:VAL:O 1:H:442:VAL:HG23 2.17 0.43
1:F:95:LEU:O 1:F:99:ILE:HG13 2.17 0.43
1:K:186:GLU:HB2 1:K:380:LYS:HB2 1.99 0.43
1:E:186:GLU:HB2 1:E:380:LYS:HB2 1.99 0.43
1:D:266: THR:HG22 1:D:271:VAL:O 2.18 0.43
1:G:247:LEU:HD21 1:G:249:ILE:HD11 1.99 0.43
1:K:200:LEU:HD13 1:K:254:VAL:HB 1.99 0.43
1:A:369:VAL:HG23 1:A:370:ALA:N 2.33 0.43
1:L:198:GLY:HA3 1:1:328:ASP:HA 2.00 0.43
1:M:186:GLU:HB2 1:M:380:LYS:HB2 1.99 0.43
2:0:604: THR:HG22 2:0:605: THR:O 2.18 0.43
1:D:155:ASP:0OD1 1:D:157: THR:HB 2.18 0.43
1:L:241:ALA:HA 1:L:271:VAL:HG22 1.99 0.43
1:N:79:SER:HA 1:N:89:THR:HG22 1.99 0.43
1:1L:139:SER:O 1:L:171:LYS:HE2 2.18 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)

1:D:193:MET:HG3 1:D:371:LYS:HB3 2.00 0.43
1:B:218:PRO:HG3 1:B:323:VAL:HG13 2.00 0.43
1:M:202:PRO:O 1:M:204:PHE:N 2.46 0.43
1:A:524:LEU:HD12 1:A:524:LEU:HA 1.85 0.43
1:I:27:VAL:CG1 1:I1:90: THR:HG23 2.48 0.43
1:F:382:GLY:O 1:F:389:MET:HG2 2.17 0.43
1:J:176: THR:HG22 1:J:177:VAL:N 2.34 0.43
1:H:425:LYS:HE2 3:H:1084:HOH:O 2.18 0.43
2:X:604: THR:HG22 2:X:605:THR:O 2.18 0.43
1:E:511:ALA:O 1:E:515:1LE:HG13 2.19 0.43
1:D:183:LEU:O 1:D:184:GLN:CB 2.66 0.43
1:A:270:ILE:HG12 1:B:229:ASN:ND2 2.32 0.43
1:M:79:SER:HA 1:M:89: THR:HG22 2.00 0.43
1:K:381:VAL:O 1:K:382:GLY:O 2.37 0.43
2:Q:602: TRP:CE2 2:Q:612:PRO:HG3 2.53 0.43
1:C:193:MET:HG3 1:C:371:LYS:HB3 2.00 0.43
1:B:381:VAL:O 1:B:382:GLY:O 2.37 0.43
1:I:200: LEU:HD21 1:.1:277:LYS:HG3 2.00 0.43
1:E:230:ILE:CD1 1:E:261:THR:HB 2.47 0.43
1:F:230:ILE:HD13 1:F:261:THR:HB 2.00 0.43
1:B:200:LEU:O 1:B:201:SER:HB3 2.18 0.43
1:D:264:VAL:O 1:D:268:ARG:HG3 2.18 0.43
1:E:42:LYS:HE3 1:E:48: THR:OG1 2.19 0.43
1:C:42:LYS:HE3 1:C:48: THR:OG1 2.18 0.43
1:K:295:LEU:O 1:K:295:LEU:HD13 2.18 0.43
1:N:182:GLY:O 1:N:183:LEU:O 2.37 0.43
1:F:79:SER:HA 1:F:89: THR:CG2 2.48 0.43
1:1:496:PRO:HD2 1:1:499:VAL:CG1 2.48 0.43
1:A:247:LEU:HD21 1:A:249:.ILE:HD11 2.00 0.43
1:L:230:1ILE:HD13 1:1L:261: THR:CB 2.49 0.43
1:A:199:TYR:CZ 1:A:327:LYS:HA 2.53 0.43
1:F:186:GLU:HB2 1:F:380:LYS:HB2 1.99 0.43
1:B:186:GLU:HB2 1:B:380:LYS:HB2 2.00 0.43
1:J:444:LEU:HD23 1:J:447:MET:CE 2.49 0.43
1:A:79:SER:HA 1:A:89: THR:CG2 2.49 0.43
1:E:171:LYS:H 1:E:171:LYS:HG2 1.68 0.43
1:F:139:SER.:O 1:F:171:LYS:HE2 2.18 0.43
1:E:193:-MET:HG3 1:E:371:LYS:HB3 2.01 0.43
1:D:193:MET:HG2 1:D:194:GLN:N 2.33 0.43
1:1:202:PRO:O 1:1:203: TYR:CB 2.66 0.43
1:E:200:LEU:HD13 1:E:254:VAL:HB 2.00 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)

1:M:200:LEU:HD12 1:M:275:ALA:CB 2.48 0.43
1:A:201:SER:C 1:A:202:PRO:O 2.55 0.43
1:1:302:SER:H 1:L:307:MET:CE 2.31 0.43
1:E:100:ILE:HD13 1:E:514:MET:HE2 2.01 0.43
1:E:34:LYS:HG3 1:E:458:CYS:SG 2.59 0.43
1:C:382:GLY:O 1:C:389:MET:HG2 2.18 0.43
1:H:131:LEU:HD13 | 1:H:422:VAL:HG21 2.00 0.43
1:K:218:PRO:HD2 1:K:320:ALA:O 2.19 0.43
1:N:230:1ILE:HD13 1:N:261:THR:HB 2.00 0.43
1:D:451:LEU:HD22 | 1:D:455:VAL:HG23 2.00 0.43
2:Y:602: TRP:CE2 2:Y:612:PRO:HG3 2.53 0.43
1:I:111:MET:SD 1:1:438:VAL:HG21 2.59 0.43
1:1:438:VAL:O 1:1:442:VAL:HG23 2.17 0.43
1:N:153:ASN:O 1:N:154:SER:HB2 2.19 0.43
1:M:176: THR:HG22 1:M:177:VAL:N 2.33 0.43
1:G:177:VAL:HG21 1:G:397:GLU:HG3 2.00 0.43
1:J:438:VAL:O 1:J:442:VAL:HG23 2.18 0.43
1:D:438:VAL:O 1:D:442:VAL:HG23 2.18 0.43
1:E:19:GLY:HA3 1:E:67:GLU:O 2.19 0.43
LN:171:LYS:HG2 1:N:171:LYS:H 1.68 0.43
1:E:414:GLY:N 1:E:494:LEU:HA 2.34 0.43
1:G:199:TYR:HA 1:G:276:VAL:HG12 2.01 0.43
1:J:201:SER:C 1:J:202:PRO:O 2.56 0.43
1:1L:202:PRO:O 1:L:204:PHE:N 2.44 0.43
1:K:199:TYR:HA 1:K:276:VAL:HG12 2.01 0.43
1:D:68:ASN:O 1:D:72:GLN:HG2 2.18 0.43
1:H:291:ASP:0OD2 1:H:368:ARG:HD2 2.19 0.43
1:D:139:SER:O 1:D:171:LYS:HE2 2.19 0.43
1:1:200:LEU:HG 1:1:276:VAL:HA 2.00 0.43
1:A:230:ILE:HD13 1:A:261: THR:CB 2.48 0.43
1:M:201:SER:C 1:M:202:PRO:O 2.57 0.43
1:M:201:SER:O 1:M:202:PRO:O 2.37 0.43
1:H:230:ILE:HD13 | 1:H:261: THR:HG21 2.01 0.43
1:1:214:GLU:CD 1:1:322: ARG:HH21 2.22 0.43
1:N:438:VAL:O 1:N:442:VAL:HG23 2.18 0.43
1:N:25:ASP:HA 1:N:28:LYS:HE2 2.00 0.43
2:P:604: THR:HG22 2:P:605: THR:O 2.18 0.43
1:C:25:ASP:HA 1:C:28:LYS:HE2 2.01 0.43
2:2:602: TRP:NE1 2:2:612:PRO:HG3 2.34 0.43
1:L:381:VAL:O 1:1L:382:GLY:O 2.37 0.43
1:H:381:VAL:O 1:H:382:GLY:O 2.37 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:C:201:SER:O 1:C:202:PRO:O 2.36 0.43
1:L:201:SER:C 1:1L:202:PRO:O 2.55 0.43
1:F:230:ILE:CD1 1:F:261: THR:HB 2.49 0.43
1:E:27:VAL:CG1 1:E:90: THR:HG23 2.49 0.43
1:L:321:LYS:HD?2 1:L:334:ASP:0OD2 2.18 0.43
1:1:326:ASN:HB2 1:1:329: THR:HG22 2.01 0.43
1:N:146:GLN:O 1:N:150:ILE:HG13 2.18 0.43
1:D:214:GLU:CD 1:D:322:ARG:HH21 2.22 0.43
1:J:524:.LEU:HA 1:J:524:LEU:HD12 1.87 0.42
1:1:382:GLY:O 1:1:389:MET:HG2 2.18 0.42
1:M:95:LEU:O 1:M:99:ILE:HG13 2.19 0.42
1:F:358:SER:O 1:F:362:ARG:HB2 2.19 0.42
1:K:65:LYS:HE3 1:K:522:THR:OG1 2.19 0.42
1:H:16:MET:O 1:H:20:VAL:HG13 2.19 0.42
1:B:16:MET:O 1:B:20: VAL:HG13 2.19 0.42
1:L:100:ILE:HD13 1:L:514:MET:HE2 2.01 0.42
1:H:264:VAL:O 1:H:268:ARG:HG3 2.19 0.42
1:J:214:.GLU:CD 1:J:322:ARG:HH21 2.22 0.42
1:B:231:ARG:NH1 2:P:612:PRO:O 2.52 0.42
1:J:79:SER:HA 1:J:89: THR:HG22 2.01 0.42
1:J:79:SER:HA 1:J:89: THR:CG2 2.49 0.42
1:1:79:SER:HA 1:1:89: THR:CG2 2.48 0.42
1:F:193:MET:HG2 1:F:194:GLN:N 2.34 0.42
1:M:139:SER.:O 1:M:171:LYS:HE2 2.19 0.42
1:G:261: THR:HG23 2:U:610:LEU:O 2.19 0.42
1:M:230:ILE:HD13 1:M:261: THR:CB 2.50 0.42
1:H:200:LEU:HD21 1:H:277:LYS:HG3 2.00 0.42
1:L:131:LEU:HD13 1:1:422:VAL:HG21 2.00 0.42
1:M:296: THR:HB 1:M:319:GLN:H 1.83 0.42
1:J:245:LYS:NZ 1:J:319:GLN:NE2 2.66 0.42
1:L:222:LEU:HD23 1:L:250:ILE:HB 2.01 0.42
1:L:176:THR:HG22 1:L:177:VAL:N 2.34 0.42
1:F:444.LEU:HD23 1:F:447:MET:CE 2.49 0.42
1:A:264:VAL:O 1:A:268:ARG:HG3 2.18 0.42
1:B:345:ARG:HG2 1:B:372:LEU:HD21 2.02 0.42
1:G:186:GLU:HB2 1:G:380:LYS:HB2 2.01 0.42
1:A:42:LYS:HE3 1:A:48:THR:OG1 2.19 0.42
2:2:604: THR:HG22 2:2:605: THR:O 2.19 0.42
1:E:178:GLU:OE2 1:E:322:ARG:HD3 2.20 0.42
1:J:264:VAL:O 1:J:268:ARG:HG3 2.19 0.42
1:B:183:LEU:O 1:B:184:GLN:CB 2.64 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:N:266: THR:HG22 1:N:271:VAL:O 2.19 0.42
1:F:79:SER:HA 1:F:89: THR:HG22 2.00 0.42
1:C:79:SER:HA 1:C:89: THR:.CG2 2.49 0.42
1:L:171:LYS:H 1:L:171:LYS:HG2 1.68 0.42
1:A:221:LEU:HD23 1:A:249:ILE:CD1 2.47 0.42
1:D:199:TYR:HA 1:D:276:VAL:HG12 2.01 0.42
1:H:202:PRO:O 1:H:204:PHE:N 2.46 0.42
1:E:230:ILE:HD13 1:E:261: THR:HG21 2.00 0.42
1:K:524:LEU:HD12 1:K:524:LEU:HA 1.87 0.42
1:L:524:.LEU:HA 1:L:524:LEU:HD12 1.88 0.42
1:K:27:VAL:CG1 1:K:90: THR:HG23 2.49 0.42
1:G:176:THR:HG22 1:G:177:VAL:N 2.34 0.42
1:D:42:LYS:HE3 1:D:48: THR:OG1 2.19 0.42
1:N:95:LEU:O 1:N:99:ILE:HG13 2.20 0.42
1:D:22:VAL:HG11 1:D:62:LEU.HD21 2.00 0.42
1:A:186:GLU:HB2 1:A:380:LYS:HB2 2.01 0.42
1:D:186:GLU:HB2 1:D:380:LYS:HB2 2.01 0.42
1:H:383:ALA:CB 1:1:281:PHE:CZ 2.96 0.42
1:G:271:VAL:HG21 2:U:.607:TRP:HZ3 1.83 0.42
1:M:193:MET:HG3 1:M:371:LYS:HB3 2.01 0.42
1:H:240:VAL:HG11 1:H:247.:LEU:HB2 2.00 0.42
1:M:218:PRO:CB 1:M:246:PRO:HG2 2.46 0.42
1:B:230:1LE:HD13 1:B:261: THR:HB 2.00 0.42
1:C:524:LEU:HA 1:C:524:LEU:HD12 1.89 0.42
1:D:245:LYS:NZ 1:D:319:GLN:NE2 2.67 0.42
1:N:372:LEU:HA 1:N:372:LEU:HD12 1.87 0.42
1:F:383:ALA:O 1:F:384:ALA:CB 2.68 0.42
1:K:266: THR:HG22 1:K:271:VAL:O 2.20 0.42
1:B:139:SER:O 1:B:171:LYS:HE2 2.20 0.42
1:E:201:SER:O 1:E:202:PRO:O 2.38 0.42
1:N:218:PRO:HD2 1:N:320:ALA:O 2.19 0.42
1:H:217:SER:N 1:H:218:PRO:HD3 2.34 0.42
1:A:336:VAL:O 1:A:337:GLY:C 2.56 0.42
1:E:245:LYS:HZ3 1:E:319:GLN:HE21 1.68 0.42
1:N:336:VAL:O 1:N:337:GLY:C 2.58 0.42
1:F:366:GLN:O 1:F:369:VAL:HG22 2.20 0.42
1:K:438:VAL:O 1:K:442:VAL:HG23 2.19 0.42
1:F:153:ASN:O 1:F:154:SER:HB2 2.20 0.42
1:J:25:ASP:HA 1:J:28:LYS:HE?2 2.00 0.42
1:E:358:SER:O 1:E:362:ARG:HB2 2.19 0.42
1:N:100:ILE:HD13 1:N:514:-MET:CE 2.49 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:214:GLU:CD 1:C:322:ARG:HH21 2.23 0.42
1:E:336:VAL:O 1:E:337:GLY:C 2.58 0.42
1:1:63:GLU:OE1 1:J:524:LEU:HD21 2.20 0.42
1:B:79:SER:HA 1:B:89: THR:CG2 2.49 0.42
1:D:79:SER:HA 1:D:89: THR:HG22 2.01 0.42
1:H:382:GLY:O 1:H:389:MET:HG2 2.19 0.42
1:E:79:SER:HA 1:E:89:THR:CG2 2.48 0.42
1:D:171:LYS:H 1:D:171:LYS:HG2 1.68 0.42
1:B:221:LEU:HD23 1:B:249:1LE:CD1 2.47 0.42
1:1:349:ILE:O 1:1:353:1ILE:HG13 2.20 0.42
1:E:199:TYR:CZ 1:E:327:LYS:HA 2.55 0.42
1:N:230:ILE:CD1 1:N:261:THR:HB 2.50 0.42
1:B:201:SER:O 1:B:202:PRO:O 2.37 0.42
1:M:524:LEU:HA 1:M:524:LEU:HD12 1.86 0.42
1:M:185:ASP:0OD1 1:M:382:GLY:N 2.47 0.42
1:H:319:GLN:HB3 1:H:336: VAL:HG21 2.00 0.42
1:C:369:VAL:HG23 1:C:370:ALA:N 2.35 0.42
1:1:42:LYS:HE3 1:1:48: THR:OG1 2.19 0.42
1:1:42:LYS:HE3 1:1L:48:THR:OG1 2.20 0.42
1:H:181:THR:HB 1:1:283:ASP:0OD2 2.20 0.42
1:1:25:ASP:HA 1:1:28:LYS:HE?2 2.00 0.42
1:A:111:MET:SD 1:A:438:VAL:HG21 2.60 0.42
1:A:383:ALA:O 1:A:384:ALA:CB 2.66 0.42
1:J:382:GLY:O 1:J:380:MET:HG2 2.18 0.42
1:M:131:LEU:HD13 | 1:M:422:VAL:HG21 2.01 0.42
1:H:245:LYS:HZ2 1:H:319:GLN:NE2 2.18 0.42
1:1:438:VAL:O 1:1:442:VAL:HG23 2.19 0.42
1:J:111:MET:SD 1:J:438:VAL:HG21 2.60 0.42
1:C:28:LYS:HB2 1:C:453:GLN:HG2 2.02 0.42
1:G:302:SER:H 1:G:307:-MET:CE 2.32 0.42
1:E:369:VAL:HG23 1:E:370:ALA:N 2.35 0.42
1:1:319:GLN:HB3 1:1:336: VAL:HG21 2.00 0.42
1:C:146:GLN:O 1:C:150:ILE:HG13 2.20 0.42
1:A:219:PHE:HB3 1:A:317:LEU:HD23 2.02 0.42
1:G:42:LYS:HE3 1:G:48: THR:0OG1 2.19 0.42
2:1:604: THR:HG22 2:1:605: THR:O 2.20 0.42
1:K:233:MET:HB3 1:K:233:MET:HE3 1.93 0.42
1:K:247:LEU:HD21 1:K:249:1LE:HD11 2.01 0.42
1:A:217:SER:N 1:A:218:PRO:HD3 2.35 0.42
1:1:414:GLY:N 1:1:494:LEU:HA 2.35 0.42
1:K:218:PRO:CB 1:K:246:PRO:HG2 2.49 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:G:201:SER:O 1:G:202:PRO:O 2.37 0.42
1:G:200:LEU:HD21 1:G:277:LYS:HG3 2.02 0.42
1:N:217:SER:N 1:N:218:PRO:HD3 2.35 0.42
1:N:199:TYR:CZ 1:N:327:LYS:HA 2.54 0.42
1:L:296: THR:HB 1:1L:319:GLN:H 1.84 0.42
1:F:319:GLN:HB3 1:F:336: VAL:HG21 2.02 0.42
1:K:42:LYS:HE3 1:K:48: THR:OG1 2.20 0.42
1:L:186:GLU:HB2 1:1L:380:LYS:HB2 2.01 0.42
1:H:176: THR:HG22 1:H:177:VAL:N 2.35 0.42
1:N:34:LYS:HG3 1:N:458:CYS:SG 2.59 0.42
1:N:186:GLU:HB2 1:N:380:LYS:HB2 2.01 0.42
1:L:271:VAL:HG21 2:7:607:- TRP:CZ3 2.52 0.42
1:B:500: THR:HB 3:B:1206:HOH:O 2.20 0.42
1:D:271:VAL:CG2 2:R:607:TRP:HZ3 2.30 0.42
1:D:349:ILE:O 1:D:353:ILE:HG13 2.20 0.42
1:L:90: THR.: O 1:1:94:VAL:HG13 2.20 0.42
1:L:200:LEU:HD21 1:L:277:LYS:HG3 2.01 0.42
1:N:202:PRO:O 1:N:204:PHE:N 2.42 0.42
1:N:302:SER:H 1:N:307:-MET:CE 2.33 0.42
1:G:350:ARG:O 1:G:354:GLU:HG2 2.19 0.42
1:D:95:LEU:O 1:D:99:ILE:HG13 2.20 0.42
1:H:369:VAL:HG23 1:H:370:ALA:N 2.35 0.42
1:H:42:LYS:HE3 1:H:48: THR:OG1 2.20 0.42
1:M:183:LEU:O 1:M:184:GLN:CB 2.67 0.42
1:M:270:ILE:HG12 1:N:229:ASN:ND2 2.34 0.42
1:C:79:SER:HA 1:C:89: THR:HG22 2.02 0.42
1:H:139:SER:O 1:H:171:LYS:HE2 2.20 0.42
1:I:200:LEU:HD13 1:1:254: VAL:HB 2.00 0.42
1:C:202:PRO:O 1:C:204:PHE:N 2.45 0.42
1:C:217:SER:N 1:C:218:PRO:HD3 2.35 0.42
1:G:218:PRO:HD2 1:G:320:ALA:O 2.20 0.42
1:B:230:ILE:CD1 1:B:261: THR:HB 2.50 0.42
1:E:230:ILE:HD13 1:E:261: THR:CB 2.50 0.42
1:J:63:GLU:OE1 1:K:524:LEU:HD21 2.20 0.42
1:E:302:SER:H 1:E:307:MET:HE1 1.85 0.42
1:1:245:LYS:NZ 1:1:319:GLN:NE2 2.68 0.42
1:D:100:ILE:HD13 1:D:514:MET:HE2 2.02 0.42
1:J:19:GLY:HA3 1:J:67:GLU:O 2.19 0.42
1:1:144:.1ILE:HG23 1:1:403: THR:CG2 2.50 0.42
1:J:302:SER:H 1:J:307:MET:-HE3 1.84 0.42
1:E:176: THR:HG22 1:E:177:VAL:N 2.35 0.42
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:M:42:LYS:HE3 1:M:48:THR:OG1 2.20 0.42
1:J:358:SER:O 1:J:362:ARG:HB2 2.20 0.42
1:L:183:LEU:O 1:1:184:GLN:CB 2.67 0.41
1:J:383:ALA:O 1:J:384:ALA:CB 2.67 0.41
1:A:383:ALA:HB1 1:B:281:PHE:HZ 1.85 0.41
1:E:270:ILE:CD1 2:5:608:GLY:HA3 2.50 0.41
2:2:602:TRP:CE2 2:2:612:PRO:HG3 2.55 0.41
1:G:230:ILE:CD1 1:G:261: THR:HB 2.49 0.41
1:J:381:VAL:O 1:J:382:GLY:O 2.38 0.41
1:G:139:SER:O 1:G:171:LYS:HE2 2.19 0.41
1:1:201:SER:C 1:1:202:PRO:O 2.58 0.41
1:H:414:GLY:N 1:H:494:LEU:HA 2.35 0.41
1:J:200:LEU:HD13 1:J:254:VAL:HB 2.01 0.41
1:H:230:ILE:HD13 1:H:261: THR:CB 2.50 0.41
1:D:131:LEU:HD12 1:D:131:LEU:HA 1.95 0.41
1:1:524:.LEU:HA 1:1:524:LEU:HD12 1.87 0.41
1:M:319:GLN:HB3 | 1:M:336:VAL:HG21 2.01 0.41
1:F:177:VAL:HG21 1:F:397:GLU:HG3 2.02 0.41
1:M:438:VAL:O 1:M:442:VAL:HG23 2.19 0.41
1:C:366:GLN:O 1:C:369:VAL:HG22 2.20 0.41
1:K:176: THR:HG22 1:K:177:VAL:N 2.35 0.41
1:A:153:ASN:O 1:A:154:SER:HB2 2.20 0.41
1:1:153:ASN:O 1:1:154:SER:HB2 2.20 0.41
1:J:186:GLU:HB2 1:J:380:LYS:HB2 2.01 0.41
2:0:602: TRP:NE1 2:0:612:PRO:HG3 2.35 0.41
1:D:270:ILE:O 1:D:271:VAL:HB 2.20 0.41
1:F:193:MET:HG3 1:F:371:LYS:HB3 2.02 0.41
1:C:381:VAL:O 1:C:382:GLY:O 2.38 0.41
1:J:270:ILE:HD13 2:X:608:GLY:HA3 2.02 0.41
1:F:240:VAL:HG11 1:F:247.-LEU:HB2 2.01 0.41
1:K:242:LYS:C 1:K:244:GLY:N 2.73 0.41
1:L:217:SER:N 1:L:218:PRO:HD3 2.35 0.41
1:H:524:LEU:HA 1:H:524:LEU:HD12 1.84 0.41
1:F:321:LYS:HD2 1:F:334:ASP:0OD2 2.20 0.41
1:K:25:ASP:HA 1:K:28:LYS:HE2 2.01 0.41
1:D:482:THR:O 1:D:484:GLU:HG2 2.20 0.41
1:L:358:SER:O 1:1:362: ARG:HB2 2.21 0.41
1:K:68:ASN:O 1:K:72:GLN:HG2 2.21 0.41
2:R:604:THR:HG22 2:R:605:THR:O 2.21 0.41
1:N:270:ILE:O 1:N:271:VAL:HB 2.21 0.41
1:A:270:ILE:O 1:A:271:VAL:HB 2.20 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:230:ILE:CD1 1:C:261:THR:HB 2.51 0.41
1:D:201:SER:C 1:D:202:PRO:O 2.59 0.41
1:A:193:MET:HG3 1:A:371:LYS:HB3 2.01 0.41
1:H:201:SER:O 1:H:202:PRO:O 2.37 0.41
1:L:242:LYS:C 1:L:244:GLY:N 2.73 0.41
1:B:202:PRO:C 1:B:204:PHE:N 2.73 0.41
1:L:444:LEU.-HD23 1:L:447-MET:HE1 2.02 0.41
1:G:382:GLY:O 1:G:389:MET:HG2 2.20 0.41
1:H:268:ARG:O 1:1:257:GLU:HG2 2.20 0.41
1:J:22:VAL:HG11 1:J:62:LEU:HD21 2.02 0.41
1:L:25:ASP:HA 1:L:28:LYS:HE2 2.02 0.41
1:D:219:PHE:HB3 1:D:317:LEU:HD23 2.01 0.41
1:N:369:VAL:HG23 1:N:370:ALA:N 2.35 0.41
1:B:369:VAL:HG23 1:B:370:ALA:N 2.35 0.41
1:A:4:LYS:HG3 1:G:59:GLU:O 2.21 0.41
1:1:176: THR:HG22 1:1:177:VAL:N 2.35 0.41
1:E:326:ASN:HB2 1:E:329: THR:HG22 2.02 0.41
1:M:383:ALA:O 1:M:384:ALA:CB 2.68 0.41
1:H:270:ILE:CD1 2:V:608:GLY:HA3 2.49 0.41
1:A:79:SER:HA 1:A:89:THR:HG22 2.02 0.41
1:E:79:SER:HA 1:E:89:THR:HG22 2.02 0.41
1:G:230:ILE:HD13 1:G:261: THR:HB 2.03 0.41
1:H:193:MET:HE3 1:H:292:1ILE:-HG12 2.02 0.41
1:D:202:PRO:O 1:D:204:PHE:N 2.48 0.41
1:K:349:1LE:O 1:K:353:1LE:HG13 2.21 0.41
1:D:217:SER:N 1:D:218:PRO:HD3 2.35 0.41
1:D:242:LYS:C 1:D:244:GLY:N 2.74 0.41
1:F:200:LEU:HD21 1:F:277:LYS:HG3 2.02 0.41
1:J:217:SER:N 1:J:218:PRO:HD3 2.35 0.41
1:M:336:VAL:O 1:M:337:GLY:C 2.59 0.41
1:N:305:ILE:HD12 1:N:307:MET:HE2 2.02 0.41
1:N:296: THR:HB 1:N:319:GLN:H 1.84 0.41
1:H:287:ALA:HB1 1:H:368:ARG:NH1 2.35 0.41
1:M:358:SER:O 1:M:362:ARG:HB2 2.20 0.41
1:E:383:ALA:O 1:E:384:ALA:CB 2.69 0.41
1:N:382:GLY:O 1:N:389:MET:HG2 2.20 0.41
1:N:139:SER:O 1:N:171:LYS:HE2 2.19 0.41
1:H:46:ALA:HB2 1:I:76:GLU:CG 2.49 0.41
1:G:201:SER:C 1:G:202:PRO:O 2.59 0.41
1:B:242:LYS:O 1:B:243:ALA:CB 2.69 0.41
1:J:16:MET:O 1:J:20: VAL:HG13 2.21 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:K:358:SER:O 1:K:362:ARG:HB2 2.21 0.41
1:G:123:ALA:HA 1:G:429:LEU:CD2 2.51 0.41
1:C:358:SER:O 1:C:362:ARG:HB2 2.20 0.41
1:K:270:1LE:O 1:K:271:VAL:HB 2.20 0.41
1:1:270:ILE:O 1:1:271:VAL:HB 2.21 0.41
1:C:221:LEU:HD23 1:C:249:1LE:CD1 2.48 0.41
1:G:87:ASP:O 1:G:499:VAL:HG23 2.20 0.41
1:C:131:LEU:HD13 | 1:C:422:VAL:HG21 2.03 0.41
1:F:349:1LE:O 1:F:353:ILE:HG13 2.21 0.41
1:C:202:PRO:O 1:C:203:TYR:CB 2.67 0.41
1:J:242:LYS:C 1:J:244.GLY:N 2.74 0.41
1:H:218:PRO:CB 1:H:246:PRO:HG2 2.50 0.41
1:G:218:PRO:HG3 1:G:323:VAL:HG13 2.02 0.41
1:M:199:TYR:CZ 1:M:327:LYS:HA 2.55 0.41
1:K:336:VAL:O 1:K:337:GLY:C 2.58 0.41
1:D:111:MET:SD 1:D:438:VAL:HG21 2.61 0.41
1:D:100:ILE:HD13 1:D:514:-MET:CE 2.50 0.41
1:I:511:ALA:O 1:I:515:ILE:HG13 2.20 0.41
1:K:123:ALA:HA 1:K:429:LEU:CD2 2.50 0.41
1:C:16:MET:O 1:C:20: VAL:HG13 2.20 0.41
1:B:42:LYS:HE3 1:B:48: THR:0G1 2.20 0.41
1:D:369:VAL:HG23 1:D:370:ALA:N 2.36 0.41
1:C:183:LEU:O 1:C:184:GLN:CB 2.66 0.41
1:D:383:ALA:O 1:D:384:ALA:CB 2.67 0.41
1:F:193:MET:HE3 1:F:292:ILE:HG12 2.00 0.41
1:1:87:ASP:O 1:1:499:VAL:HG23 2.20 0.41
1:D:202:PRO:O 1:D:203: TYR:CB 2.66 0.41
1:G:202:PRO:C 1:G:204:PHE:N 2.74 0.41
1:J:90: THR:O 1:J:94:VAL:HG13 2.20 0.41
1:K:296: THR:HB 1:K:319:GLN:H 1.86 0.41
1:B:366:GLN:O 1:B:369:VAL:HG22 2.21 0.41
1:D:358:SER:O 1:D:362:ARG:HB2 2.21 0.41
1:D:25:ASP:HA 1:D:28:LYS:HE?2 2.03 0.41
1:F:19:GLY:HA3 1:F:67:GLU:O 2.20 0.41
1:1:186:GLU:HB2 1:1:380:LYS:HB2 2.02 0.41
1:1:34:LYS:HG3 1:1:458:CYS:SG 2.61 0.41
1:D:19:GLY:HA3 1:D:67:GLU:O 2.20 0.41
1:D:38:VAL:HG22 1:E:519:CYS:HB3 2.03 0.41
2:0:602: TRP:CE2 2:0:612:PRO:HG3 2.55 0.41
1:M:171:LYS:H 1:M:171:LYS:HG2 1.69 0.41
1:E:221:LEU:HD23 1:E:249:ILE:CD1 2.48 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:1:242:LYS:O 1:1:243:ALA:CB 2.69 0.41
1:F:199:TYR:CZ 1:F:327:LYS:HA 2.56 0.41
1:J:202:PRO:O 1:J:204:PHE:N 2.48 0.41
1:G:16:MET:HB3 1:G:514:MET:CE 2.51 0.41
1:N:177:-VAL:HG21 1:N:397:GLU:HG3 2.03 0.41
1:L:153:ASN:O 1:L:154:SER:HB2 2.21 0.41
1:D:444:LEU:HD23 1:D:447:MET:CE 2.50 0.41
1:1:123:ALA:HA 1:1:429:.LEU:.CD2 2.51 0.41
1:C:95:LEU:O 1:C:99:ILE:HG13 2.20 0.41
1:N:383:ALA:O 1:N:384:ALA:CB 2.69 0.41
1:B:271:VAL:HG21 2:P:607:TRP:HZ3 1.86 0.41
1:A:381:VAL:O 1:A:382:GLY:O 2.39 0.41
1:C:87:ASP:O 1:C:499:VAL:HG23 2.20 0.41
1:D:221:LEU:HD23 1:D:249:ILE:CD1 2.49 0.41
1:K:193:MET:HG3 1:K:371:LYS:HB3 2.02 0.41
1:C:414:GLY:N 1:C:494:LEU:HA 2.36 0.41
1:E:201:SER:C 1:E:202:PRO:O 2.59 0.41
1:E:242:LYS:C 1:E:244:GLY:N 2.74 0.41
1:F:201:SER:HB3 1:F:259:LEU:HD21 2.02 0.41
1:F:200:LEU:HD13 1:F:254:VAL:HB 2.02 0.41
1:L:199:TYR:CZ 1:L:327:LYS:HA 2.56 0.41
1:C:455:VAL:CG1 1:C:460:GLU:HB2 2.50 0.41
1:A:451:LEU:HD22 | 1:A:455:VAL:HG23 2.02 0.41
1:B:201:SER:C 1:B:202:PRO:O 2.58 0.41
1:D:524:LEU:HD12 1:D:524:LEU:HA 1.88 0.41
1:C:111:MET:SD 1:C:438:VAL:HG21 2.61 0.41
1:J:176:THR:HG21 1:J:333:ILE:CD1 2.51 0.41
1:A:438:VAL:O 1:A:442:VAL:HG23 2.20 0.41
1:A:95:LEU:O 1:A:99:ILE:HG13 2.21 0.41
1:L:16:MET:O 1:1L:20:VAL:HG13 2.21 0.41
1:G:336:VAL:O 1:G:337:GLY:C 2.59 0.41
1:H:100:ILE:HD13 1:H:514:-MET:CE 2.51 0.41
2:T:604: THR:HG22 2:T:605:THR:O 2.20 0.41
2:V:604:THR:HG22 2:V:605: THR:O 2.21 0.41
1:1:350:ARG:O 1:1:354:GLU:HG2 2.21 0.41
1:J:38:VAL:HG22 1:K:519:CYS:HB3 2.03 0.41
1:J:350:ARG:O 1:J:354:GLU:HG2 2.21 0.41
1:N:482:THR:O 1:N:484:GLU:HG2 2.21 0.41
1:C:103:GLY:O 1:C:107:VAL:HG23 2.19 0.41
1:M:123:ALA:HA 1:M:429:LEU:CD2 2.51 0.41
1:D:153:ASN:O 1:D:154:SER:HB2 2.21 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:K:214:GLU:CD 1:K:322:ARG:HH21 2.24 0.41
1:K:100:ILE:HD13 1:K:514:MET:CE 2.51 0.41
1:J:183:LEU:O 1:J:184:GLN:CB 2.66 0.41
1:B:270:ILE:O 1:B:271:VAL:HB 2.21 0.41
1:N:381:VAL:O 1:N:382:GLY:O 2.39 0.41
1:E:382:GLY:O 1:E:380:MET:HG2 2.21 0.41
1:C:349:ILE:O 1:C:353:ILE:HG13 2.21 0.41
1:J:240:VAL:O 1:J:242:LYS:O 2.38 0.41
1:F:201:SER:C 1:F:202:PRO:O 2.60 0.41
1:D:336:VAL:O 1:D:337:GLY:C 2.58 0.41
1:M:302:SER:H 1:M:307:-MET:HE1 1.85 0.41
1:E:25:ASP:HA 1:E:28:LYS:HE?2 2.03 0.41
1:G:25:ASP:HA 1:G:28:LYS:HE2 2.02 0.41
1:A:519:CYS:HB3 1:G:38:VAL:HG22 2.03 0.41
1:N:264:VAL:O 1:N:268:ARG:HG3 2.21 0.41
1:H:34:LYS:HG3 1:H:458:CYS:SG 2.60 0.41
1:1:372:.LEU:HA 1:I:372: LEU:HD12 1.91 0.41
1:L:233:MET:HB3 1:L:233:MET:HE3 1.93 0.41
1:C:372:LEU:HD12 1:C:372:LEU:HA 1.93 0.41
1:A:229:ASN:HD22 1:G:270:ILE:HA 1.83 0.40
1:B:270:ILE:CD1 2:P:608:GLY:HA3 2.51 0.40
1:A:77:-VAL:CG2 1:A:510:VAL:HB 2.48 0.40
1:M:349:ILE:O 1:M:353:ILE:HG13 2.20 0.40
1:H:202:PRO:C 1:H:204:PHE:N 2.74 0.40
1:H:200:LEU:HD13 1:H:254:VAL:HB 2.02 0.40
1:D:245:LYS:HZ2 1:D:319:GLN:NE2 2.19 0.40
1:G:296: THR:HB 1:G:319:GLN:H 1.85 0.40
1:J:177:VAL:HG21 1:J:397:GLU:HG3 2.02 0.40
1:J:19:GLY:HA2 1:J:62:LEU:CD1 2.51 0.40
1:M:511:ALA:O 1:M:515:ILE:HG13 2.21 0.40
1:G:511:ALA:O 1:G:515:ILE:HG13 2.20 0.40
1:M:19:GLY:HA3 1:M:67:GLU:O 2.20 0.40
1:C:144:1LE:HG23 1:C:403: THR:CG2 2.51 0.40
1:M:369:VAL:HG23 1:M:370:ALA:N 2.36 0.40
1:N:200:LEU:HD21 1:N:277:LYS:HG3 2.03 0.40
1:G:111:MET:SD 1:G:438:VAL:HG21 2.62 0.40
1:G:95:LEU:O 1:G:99:ILE:HG13 2.21 0.40
1:G:152:ALA:O 1:G:153:ASN:HB3 2.21 0.40
1:C:222:LEU:HD23 1:C:250:ILE:HB 2.03 0.40
1:G:444:LEU:HD23 1:G:447-MET:CE 2.52 0.40
2:U:604: THR:HG22 2:U:605: THR:O 2.21 0.40

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

1:C:444:LEU:HD23 1:C:447:-MET:CE 2.50 0.40
1:L:511:ALA:O 1:L:515:ILE:HG13 2.21 0.40
1:K:271:VAL:HG21 2:Y:607:TRP:CZ3 2.55 0.40
1:C:171:LYS:H 1:C:171:LYS:HG2 1.70 0.40
1:A:382:GLY:O 1:A:389:MET:HG2 2.21 0.40
1:M:266: THR:HG22 1:M:271:VAL:O 2.21 0.40
1:D:46:ALA:HB2 1:E:76:GLU:CG 2.51 0.40
1:1:201:SER:O 1:1:202:PRO:O 2.39 0.40
1:A:414:GLY:N 1:A:494:LEU:HA 2.36 0.40
1:K:242:LYS:O 1:K:243:ALA:CB 2.70 0.40
1:F:524:LEU:HA 1:F:524:.LEU:HD12 1.88 0.40
1:E:131:LEU:HD21 | 1:E:500:THR:HG22 2.03 0.40
1:B:296: THR:HB 1:B:319:GLN:H 1.86 0.40
1:1:336: VAL:O 1:1:337:GLY:C 2.58 0.40
1:E:177:VAL:HG21 1:E:397:GLU:HG3 2.03 0.40
1:D:34:LYS:HG3 1:D:458:CYS:SG 2.61 0.40
1:K:444:LEU:HD23 1:K:447:-MET:CE 2.52 0.40
1:B:68:ASN:O 1:B:72: GLN:HG2 2.22 0.40
1:M:444.LEU:HD23 1:M:447:MET:CE 2.50 0.40
1:B:324:VAL:HB 1:B:331:THR:HG23 2.03 0.40
1:A:358:SER:O 1:A:362:ARG:HB2 2.21 0.40
1:F:291:ASP:OD2 1:F:368:ARG:HD2 2.20 0.40
1:D:222:LEU:HD23 1:D:250:ILE:HB 2.03 0.40
1:B:444:LEU:HD23 1:B:447-MET:CE 2.52 0.40
1:1:16:MET:HB3 1:I:514¢:MET:CE 2.52 0.40
1:K:383:ALA:O 1:K:384:ALA:CB 2.68 0.40
1:1:270:ILE:HA 1:J:229:ASN:HD22 1.84 0.40
1:H:271:VAL:HG12 1:H:273:VAL:CG2 2.52 0.40
1:D:218:PRO:HG3 1:D:323:VAL:HG13 2.03 0.40
1:K:494:.LEU:O 1:K:494:LEU:HD12 2.21 0.40
1:G:199:TYR:CZ 1:G:327:LYS:HA 2.56 0.40
1:F:414:GLY:N 1:F:494:LEU:HA 2.37 0.40
1:1:218:PRO:CB 1:1:246:PRO:HG2 2.51 0.40
1:J:414:GLY:N 1:J:494:LEU:HA 2.37 0.40
1:L:366:GLN:O 1:1:369:VAL:HG22 2.22 0.40
1:C:296: THR:HB 1:C:319:GLN:H 1.87 0.40
1:C:319:GLN:HB3 1:C:336:VAL:HG21 2.03 0.40
1:N:473:ASP:HB2 3:N:1053:HOH: O 2.20 0.40
1:J:336:VAL:O 1:J:337:GLY:C 2.58 0.40
1:G:302:SER:H 1:G:307:MET:HE1 1.87 0.40
1:A:511:ALA:O 1:A:515:ILE:HG13 2.22 0.40

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:B:214:GLU:CD 1:B:322:ARG:HH21 2.25 0.40
1:H:174:VAL:HB 1:H:376:VAL:HG22 2.04 0.40
1:J:123:ALA:HA 1:J:429:LEU:CD2 2.52 0.40
1:D:123:ALA:HA 1:D:429:LEU:CD2 2.51 0.40
1:K:183:LEU:O 1:K:184:GLN:CB 2.66 0.40
1:K:270:ILE:HA 1:L:229:ASN:ND2 2.36 0.40
1:L:46:ALA:HB2 1:M:76:GLU:CG 2.49 0.40
1:K:131:LEU:HD12 1:K:131:LEU:HA 1.92 0.40
1:G:200:LEU:HD13 1:G:254:VAL:HB 2.03 0.40
1:N:131:LEU:HD21 | 1:N:500:THR:HG22 2.04 0.40
1:K:200:LEU:HD12 1:K:275:ALA:CB 2.52 0.40
1:A:245:LYS:HZ2 1:A:319:GLN:NE2 2.20 0.40
1:N:28:LYS:HD2 1:N:453:GLN:NE2 2.37 0.40
1:K:28:LYS:HB2 1:K:453:GLN:HG2 2.04 0.40
1:N:366:GLN:O 1:N:369:VAL:HG22 2.22 0.40
1:H:26:ALA:HA 1:I.8:PHE:HE1 1.85 0.40
1:K:34:LYS:HG3 1:K:458:CYS:SG 2.62 0.40
1:1:219:PHE:HB3 1:I:317:LEU:HD23 2.04 0.40
1:F:34:LYS:HG3 1:F:458:CYS:SG 2.61 0.40
1:D:459:GLY:HA3 1:E:112:ASN:ND2 2.36 0.40
1:H:350:ARG:O 1:H:354:GLU:HG2 2.21 0.40
1:1:174:VAL:HB 1:1:376: VAL:HG22 2.03 0.40
1:J:345:ARG:HG2 1:J:372:LEU:HD21 2.03 0.40
1:F:233:MET:HB3 1:F:233:MET:HE3 1.95 0.40

All (3) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:G:354:GLU:OE1 | 1:J:432:GLN:O[2_655] 1.90 0.30
1:H:166:MET:O | 1:1:359:ASP:OD2[1 _ 455] 2.13 0.07
1:C:316:ASP:OD1 | 1:J:311:LYS:NZ|1_554] 2.13 0.07

5.3 Torsion angles (i)
5.3.1 Protein backbone (i)
In the following table, the Percentiles column shows the percent Ramachandran outliers of the

chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.
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The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A | 523/547 (96%) | 495 (95%) | 16 (3%) %) | Is] 36
1 B | 523/547 (96%) | 496 (95%) | 15 (3%) | 12 (2%) | |8 36
1 C | 523/547 (96%) | 493 (94%) | 18 (3%) | 12 (2%) | 18] 36
1 D | 523/547 (96%) | 494 (94%) | 17 (3%) | 12 (2%) | |8 36
1 E | 523/547 (96%) | 495 (95%) | 16 (3%) | 12 (2%) | 18] 36
1 F | 523/547 (96%) | 492 (94%) | 19 (4%) | 12 (2%) | 18] 36
1 G 523/547 (96%) | 495 (95%) | 17 (3%) | 11 (2%) 9 40
1 H | 523/547 (96%) | 495 (95%) | 17 (3%) | 11 (2%) | 9] 40
1 I 523/547 (96%) | 494 (94%) | 17 3%) | 12 2%) | [s] 36
1 J 523/547 (96%) | 493 (94%) | 18 (3%) | 12 (2%) | 8] 36
1 K | 523/547 (96%) | 494 (94%) | 17 (3%) | 12 (2%) | |8 36
1 L | 523/547 (96%) | 494 (94%) | 17 (3%) | 12 2%) | |8| 36
1 M | 523/547 (96%) | 495 (95%) | 16 (3%) | 12 (2%) | 18| 36
1 N | 523/547 (96%) | 495 (95%) | 16 (3%) | 12 (2%) | |8 36
2 1 10/12 (83%) | 10 (100%) 0 0 100] [ 200
2 2 10/12 (83%) | 10 (100%) 0 0 100 f [ 100
2 0 10/12 (83%) | 10 (100%) 0 0 100 | 100}
2 P 10/12 (83%) | 10 (100%) 0 0 100 ] | 100]
2 Q 10/12 (83%) | 10 (100%) 0 0 100 ] [100]
2 R 10/12 (83%) | 10 (100%) 0 0 100 | 100]
2 S 10/12 (83%) | 10 (100%) 0 0 100 ] [100]
9 T 10/12 (83%) | 10 (100%) 0 0 (100 | 100}
2 U 10/12 (83%) | 10 (100%) 0 0 100 ] [100]
2 v 10/12 (83%) | 10 (100%) 0 0 100 ] [ 200
2 W 10/12 (83%) | 10 (100%) 0 0 100 [ 100
2 X 10/12 (83%) | 10 (100%) 0 0 100 f [ 100
9 Y 10/12 (83%) | 10 (100%) 0 0 [100] [ 200}
2 7 10/12 (83%) | 10 (100%) 0 0 100 [ 100
AL | Al | 7462/7826 (95%) | 7060 (95%) | 236 (3%) | 166 (2%) | 8] 38

All (166) Ramachandran outliers are listed below:
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Mol | Chain | Res | Type
1 A 183 LEU
1 B 183 LEU
1 C 183 LEU
1 D 183 LEU
1 E 183 LEU
1 F 183 LEU
1 G 183 LEU
1 H 183 LEU
1 I 183 LEU
1 J 183 LEU
1 K 183 LEU
1 L 183 LEU
1 M 183 LEU
1 N 183 LEU
1 A 9 GLY
1 A 256 GLY
1 A 382 GLY
1 B 9 GLY
1 B 256 GLY
1 B 382 GLY
1 C 9 GLY
1 C 256 GLY
1 C 382 GLY
1 D 9 GLY
1 D 256 GLY
1 D 382 GLY
1 E 256 GLY
1 E 382 GLY
1 F 9 GLY
1 F 256 GLY
1 F 382 GLY
1 G 9 GLY
1 G 256 GLY
1 G 382 GLY
1 H 9 GLY
1 H 256 GLY
1 H 382 GLY
1 I 9 GLY
1 1 382 GLY
1 J 9 GLY
1 J 382 GLY
1 K 9 GLY
1 K 256 GLY

Continued on next page...



Page 73

Full wwPDB X-ray Structure Validation Report

IMNF

Continued from previous page...

Mol | Chain | Res | Type
1 K 382 GLY
1 L 9 GLY
1 L 256 GLY
1 L 382 GLY
1 M 9 GLY
1 M 256 GLY
1 M 382 GLY
1 N 9 GLY
1 N 256 GLY
1 N 382 GLY
1 A 202 PRO
1 A 383 ALA
1 B 202 PRO
1 B 383 ALA
1 C 202 PRO
1 D 202 PRO
1 E 9 GLY
1 E 202 PRO
1 F 202 PRO
1 G 202 PRO
1 G 383 ALA
1 H 202 PRO
1 H 383 ALA
1 I 202 PRO
1 I 256 GLY
1 J 202 PRO
1 J 256 GLY
1 K 202 PRO
1 L 202 PRO
1 L 383 ALA
1 M 202 PRO
1 M 383 ALA
1 N 202 PRO
1 N 383 ALA
1 A 271 VAL
1 A 384 ALA
1 A 385 THR
1 B 271 VAL
1 B 385 THR
1 C 271 VAL
1 C 383 ALA
1 C 385 THR

Continued on next page...
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Mol | Chain | Res | Type
1 D 253 ASP
1 D 271 VAL
1 D 383 ALA
1 D 384 ALA
1 D 385 THR
1 E 271 VAL
1 E 383 ALA
1 E 385 THR
1 F 271 VAL
1 F 383 ALA
1 F 385 THR
1 G 271 VAL
1 G 384 ALA
1 G 385 THR
1 H 271 VAL
1 H 385 THR
1 I 271 VAL
1 I 383 ALA
1 I 385 THR
1 J 253 ASP
1 J 271 VAL
1 J 383 ALA
1 J 385 THR
1 K 253 ASP
1 K 271 VAL
1 K 383 ALA
1 K 385 THR
1 L 271 VAL
1 L 385 THR
1 M 253 ASP
1 M 271 VAL
1 M 385 THR
1 N 271 VAL
1 N 385 THR
1 A 184 GLN
1 A 253 ASP
1 B 184 GLN
1 B 253 ASP
1 B 384 ALA
1 C 184 GLN
1 C 253 ASP
1 C 384 ALA

Continued on next page...
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Mol | Chain | Res | Type
1 D 184 GLN
1 E 184 GLN
1 E 253 ASP
1 E 384 ALA
1 F 184 GLN
1 F 253 ASP
1 F 384 ALA
1 G 184 GLN
1 H 184 GLN
1 H 384 ALA
1 I 184 GLN
1 I 253 ASP
1 I 384 ALA
1 J 184 GLN
1 J 384 ALA
1 K 184 GLN
1 K 384 ALA
1 L 184 GLN
1 L 253 ASP
1 L 384 ALA
1 M 184 GLN
1 M 384 ALA
1 N 184 GLN
1 N 253 ASP
1 N 384 ALA
1 A 201 SER
1 D 201 SER
1 F 201 SER
1 M 201 SER
1 C 201 SER
1 E 201 SER
1 G 201 SER
1 H 201 SER
1 J 201 SER
1 K 201 SER
1 I 201 SER
1 L 201 SER
1 B 201 SER
1 N 201 SER
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5.3.2 Protein sidechains (1)

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

resolution.

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

analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A | 405/414 (98%) | 390 (96%) | 15 (4%) | 41 |79
1 B | 405/414 (98%) | 390 (96%) | 15 (4%) | 41 |79
1 C | 405/414 (98%) | 390 (96%) | 15 (4%) | 41 |79
1 D | 405/414 (98%) | 390 (96%) | 15 (4%) | 41 |79
1 E | 405/414 (98%) | 390 (96%) | 15 (4%) | 41 |79
1 F | 405/414 (98%) | 390 (96%) | 15 (4%) | 41 [79
1 G | 405/414 (98%) | 389 (96%) | 16 (4%) | 38 77
1 H | 405/414 (98%) | 389 (96%) | 16 (4%) | 38 |77
1 I 405/414 (98%) | 390 (96%) | 15 (4%) | 41 |79
1 J 405/414 (98%) | 390 (96%) | 15 (4%) | 41 |79
1 K | 405/414 (98%) | 390 (96%) | 15 (4%) | 41 |79
1 L | 405/414 (98%) | 390 (96%) | 15 (4%) | 41 [79
1 M | 405/414 (98%) | 389 (96%) | 16 (4%) | 38 |77
1 N | 405/414 (98%) | 390 (96%) | 15 (4%) | 41 |79
9 1 11/11 (100%) | 11 (100%) 0 100] [100]
2 2 11/11 (100%) | 11 (100%) 0 100 [ 100
2 0 11/11 (100%) | 11 (100%) 0 100 [100]
2 p 11/11 (100%) | 11 (100%) 0 100 [100]
2 Q 11/11 (100%) | 11 (100%) 0 100 [ 100
2 R 11/11 (100%) | 11 (100%) 0 100 [100]
2 S 11/11 (100%) | 11 (100%) 0 [100] [ 100
2 T 11/11 (100%) | 11 (100%) 0 100 [100]
2 U 11/11 (100%) | 11 (100%) 0 100 [100]
2 v 11/11 (100%) | 11 (100%) 0 100 [ 100
2 W 11/11 (100%) | 11 (100%) 0 100] [100]
> X 11/11 (100%) | 11 (100%) 0

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
9 Y 11/11 (100%) | 11 (100%) 0 100 [ 100
9 7 11/11 (100%) | 11 (100%) 0 100 [100]
All All 5824/5950 (98%) | 5611 (96%) | 213 (4%) 41 |79

All (213) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 20 VAL
1 A 74 VAL
1 A 94 VAL
1 A 134 LEU
1 A 171 LYS
1 A 183 LEU
1 A 201 SER
1 A 231 ARG
1 A 289 LEU
1 A 326 ASN
1 A 329 THR
1 A 331 THR
1 A 417 VAL
1 A 422 VAL
1 A 451 LEU
1 B 20 VAL
1 B 74 VAL
1 B 94 VAL
1 B 134 LEU
1 B 171 LYS
1 B 183 LEU
1 B 201 SER
1 B 231 ARG
1 B 289 LEU
1 B 326 ASN
1 B 329 THR
1 B 331 THR
1 B 417 VAL
1 B 422 VAL
1 B 451 LEU
1 C 20 VAL
1 C 74 VAL
1 C 94 VAL
1 C 134 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 C 171 LYS
1 C 183 LEU
1 C 201 SER
1 C 231 ARG
1 C 289 LEU
1 C 326 ASN
1 C 329 THR
1 C 331 THR
1 C 417 VAL
1 C 422 VAL
1 C 451 LEU
1 D 20 VAL
1 D 74 VAL
1 D 94 VAL
1 D 134 LEU
1 D 171 LYS
1 D 183 LEU
1 D 201 SER
1 D 231 ARG
1 D 289 LEU
1 D 326 ASN
1 D 329 THR
1 D 331 THR
1 D 417 VAL
1 D 422 VAL
1 D 451 LEU
1 E 20 VAL
1 E 74 VAL
1 E 94 VAL
1 E 134 LEU
1 E 171 LYS
1 E 183 LEU
1 E 201 SER
1 E 231 ARG
1 E 289 LEU
1 E 326 ASN
1 E 329 THR
1 E 331 THR
1 E 417 VAL
1 E 422 VAL
1 E 451 LEU
1 F 20 VAL

Continued on next page...
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Mol | Chain | Res | Type
1 F 74 VAL
1 F 94 VAL
1 F 134 LEU
1 F 171 LYS
1 F 183 LEU
1 F 201 SER
1 F 231 ARG
1 F 289 LEU
1 F 326 ASN
1 F 329 THR
1 F 331 THR
1 F 417 VAL
1 F 422 VAL
1 F 451 LEU
1 G 20 VAL
1 G 74 VAL
1 G 82 ASN
1 G 94 VAL
1 G 134 LEU
1 G 171 LYS
1 G 183 LEU
1 G 201 SER
1 G 231 ARG
1 G 289 LEU
1 G 326 ASN
1 G 329 THR
1 G 331 THR
1 G 417 VAL
1 G 422 VAL
1 G 451 LEU
1 H 20 VAL
1 H 74 VAL
1 H 82 ASN
1 H 94 VAL
1 H 134 LEU
1 H 171 LYS
1 H 183 LEU
1 H 201 SER
1 H 231 ARG
1 H 289 LEU
1 H 326 ASN
1 H 329 THR

Continued on next page...
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Mol | Chain | Res | Type
1 H 331 THR
1 H 417 VAL
1 H 422 VAL
1 H 451 LEU
1 I 20 VAL
1 I 74 VAL
1 I 94 VAL
1 I 134 LEU
1 I 171 LYS
1 I 183 LEU
1 I 201 SER
1 I 231 ARG
1 I 289 LEU
1 I 326 ASN
1 I 329 THR
1 I 331 THR
1 I 417 VAL
1 I 422 VAL
1 I 451 LEU
1 J 20 VAL
1 J 74 VAL
1 J 94 VAL
1 J 134 LEU
1 J 171 LYS
1 J 183 LEU
1 J 201 SER
1 J 231 ARG
1 J 289 LEU
1 J 326 ASN
1 J 329 THR
1 J 331 THR
1 J 417 VAL
1 J 422 VAL
1 J 451 LEU
1 K 20 VAL
1 K 74 VAL
1 K 94 VAL
1 K 134 LEU
1 K 171 LYS
1 K 183 LEU
1 K 201 SER
1 K 231 ARG

Continued on next page...
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Mol | Chain | Res | Type
1 K 289 LEU
1 K 326 ASN
1 K 329 THR
1 K 331 THR
1 K 417 VAL
1 K 422 VAL
1 K 451 LEU
1 L 20 VAL
1 L 74 VAL
1 L 94 VAL
1 L 134 LEU
1 L 171 LYS
1 L 183 LEU
1 L 201 SER
1 L 231 ARG
1 L 289 LEU
1 L 326 ASN
1 L 329 THR
1 L 331 THR
1 L 417 VAL
1 L 422 VAL
1 L 451 LEU
1 M 20 VAL
1 M 74 VAL
1 M 94 VAL
1 M 134 LEU
1 M 171 LYS
1 M 183 LEU
1 M 201 SER
1 M 231 ARG
1 M 284 ARG
1 M 289 LEU
1 M 326 ASN
1 M 329 THR
1 M 331 THR
1 M 417 VAL
1 M 422 VAL
1 M 451 LEU
1 N 20 VAL
1 N 74 VAL
1 N 94 VAL
1 N 134 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 N 171 LYS
1 N 183 LEU
1 N 201 SER
1 N 231 ARG
1 N 289 LEU
1 N 326 ASN
1 N 329 THR
1 N 331 THR
1 N 417 VAL
1 N 422 VAL
1 N 451 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (113) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 37 ASN
1 A 146 GLN
1 A 265 ASN
1 A 319 GLN
1 A 301 GLN
1 A 366 GLN
1 A 453 GLN
1 A 475 ASN
1 B 37 ASN
1 B 146 GLN
1 B 265 ASN
1 B 319 GLN
1 B 351 GLN
1 B 366 GLN
1 B 453 GLN
1 B 475 ASN
1 C 37 ASN
1 C 146 GLN
1 C 265 ASN
1 C 319 GLN
1 C 351 GLN
1 C 366 GLN
1 C 401 HIS
1 C 453 GLN
1 C 475 ASN
1 D 37 ASN
1 D 146 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 D 265 ASN
1 D 319 GLN
1 D 351 GLN
1 D 366 GLN
1 D 453 GLN
1 D 475 ASN
1 E 37 ASN
1 E 146 GLN
1 E 265 ASN
1 E 319 GLN
1 E 351 GLN
1 E 366 GLN
1 E 453 GLN
1 E 475 ASN
1 F 37 ASN
1 F 146 GLN
1 F 265 ASN
1 F 319 GLN
1 F 351 GLN
1 F 366 GLN
1 F 453 GLN
1 F 475 ASN
1 G 37 ASN
1 G 146 GLN
1 G 265 ASN
1 G 319 GLN
1 G 351 GLN
1 G 366 GLN
1 G 453 GLN
1 G 475 ASN
1 H 37 ASN
1 H 146 GLN
1 H 265 ASN
1 H 319 GLN
1 H 351 GLN
1 H 366 GLN
1 H 453 GLN
1 H 475 ASN
1 I 37 ASN
1 I 146 GLN
1 I 265 ASN
1 I 319 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 I 351 GLN
1 I 366 GLN
1 I 453 GLN
1 I 475 ASN
1 J 37 ASN
1 J 146 GLN
1 J 265 ASN
1 J 319 GLN
1 J 351 GLN
1 J 366 GLN
1 J 453 GLN
1 J 475 ASN
1 K 37 ASN
1 K 146 GLN
1 K 265 ASN
1 K 319 GLN
1 K 351 GLN
1 K 366 GLN
1 K 453 GLN
1 K 475 ASN
1 L 37 ASN
1 L 146 GLN
1 L 265 ASN
1 L 319 GLN
1 L 351 GLN
1 L 366 GLN
1 L 453 GLN
1 L 475 ASN
1 M 37 ASN
1 M 146 GLN
1 M 265 ASN
1 M 319 GLN
1 M 351 GLN
1 M 366 GLN
1 M 453 GLN
1 M 475 ASN
1 N 37 ASN
1 N 146 GLN
1 N 265 ASN
1 N 319 GLN
1 N 351 GLN
1 N 366 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 N 453 GLN
1 N 475 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A 525/547 (95%) -0.44 12,36, 70,88 | 0
1 B 525 /547 (95%) -0.42 12,36, 70,88 | 0
1 C 525/547 (95%) 20.48 12, 36, 69, 88 | 0
1 D 525 /547 (95%) -0.45 12, 36, 69,88 | 0
1 E 525/547 (95%) -0.43 12, 36, 69, 88 | 0
1 F 525 /547 (95%) -0.45 13, 36, 69,88 | 0
1 G 525 /547 (95%) -0.47 11, 35, 69, 88 | 0
1 H 525/547 (95%) -0.44 12,36, 71,88 | 0
1 I 525 /547 (95%) -0.43 12,36, 71,88 | 0
1 ] 525/547 (95%) 20.48 13, 37,69, 88 | 0
1 K 525 /547 (95%) -0.44 12,36, 70,88 | 0
1 I, 525/547 (95%) -0.45 12, 36, 69, 88 | 0
1 M 525/547 (95%) 20.48 12,37, 70,88 | 0
1 N 525 /547 (95%) -0.44 12,36, 70,88 | 0
9 1 12/12 (100%) -0.01 42,55, 70,74 | 0
2 2 12/12 (100%) 20.05 43,55, 71,74 | 0
9 0 12/12 (100%) 20.06 43,55, 70,74 | 0
2 p 12/12 (100%) -0.16 42,55,70, 74 | 0
2 Q 12/12 (100%) 20.15 43,55,70, 74 | 0
9 R 12/12 (100%) 0.18 43,55, 70,74 | 0
2 S 12/12 (100%) 0.24 43,54,70, 74| 0
9 T 12/12 (100%) 20.36 43, 54,70, 74 | 0
2 U 12/12 (100%) 0.06 43,54,70,74 | 0
9 Vv 12/12 (100%) 0.03 43,54, 71,74 | 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
2 W 12/12 (100%) -0.15 44,55, 71, 74 0
2 X 12/12 (100%) -0.16 43, 55, 70, 74 0
2 Y 12/12 (100%) 0.11 44, 55, 70, 74 0
2 7 12/12 (100%) -0.08 43, 55, 70, 74 0
All All 7518 /7826 (96%) -0.44 11, 37, 71, 88 0

All (48) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 N 44 | PHE 4.4
1 J 43 | SER 4.1
1 I 43 | SER 3.9
1 M 526 | LYS 3.7
1 G 43 | SER 3.6
1 F 44 PHE 3.4
1 M 43 | SER 3.3
1 D 43 | SER 3.2
1 F 306 | GLY 3.1
1 J 44 | PHE 3.0
1 F 43 | SER 2.9
1 L 44 PHE 2.8
2 O 601 | SER 2.8
1 E 43 | SER 2.7
1 N 358 | SER 2.7
1 B 44 | PHE 2.7
1 C 357 | THR 2.6
2 S 606 | PRO 2.6
1 H 357 | THR 2.5
1 H 44 PHE 2.5
1 N 43 | SER 2.5
1 F 357 | THR 2.5
1 H 43 | SER 2.4
1 E 304 | GLU 2.4
1 1 354 | GLU 2.4
1 K 43 SER 2.4
1 A 357 | THR 2.3
1 B 526 | LYS 2.3
1 N 357 | THR 2.3
1 L 43 | SER 2.3
1 N 181 | THR 2.3
1 C 526 | LYS 2.3

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
357 | THR 2.3
153 | ASN 2.2
243 | ALA 2.2
358 | SER 2.2
305 | ILE 2.2
44 | PHE 2.2
44 | PHE 2.2
172 | GLU 2.1
351 | GLN 2.1
315 | GLU 2.1
601 | SER 2.1
172 | GLU 2.1
355 | GLU 2.1
601 | SER 2.0
44 | PHE 2.0
305 | ILE 2.0
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6.2 Non-standard residues in protein, DNA, RNA chains (i)

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.
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