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

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

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

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

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

Xtriage (Phenix) : 1.13
EDS : 235
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.35
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 2.70 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
Rfrec I D 0.224
Clashscore N |
Ramachandran outliers | D 1.4%
Sidechain outliers NN | I 549
RSRZ outliers NN D 41 .0%
Worse Better
I Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 130704 2808 (2.70-2.70)
Clashscore 141614 3122 (2.70-2.70)
Ramachandran outliers 138981 3069 (2.70-2.70)
Sidechain outliers 138945 3069 (2.70-2.70)
RSRZ outliers 127900 2737 (2.70-2.70)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% 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
3%
1 A 250 - 71% 28%
2%
1 O 250 - 69% 29%
5%
2 B 244 - 61% 33% 5%
5%
2 P 244 — 60% 34% 5%

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

Mol | Chain | Length Quality of chain
5%
3 C 241 | SO T -
2%
3 Q 241 — 59% 38% o
5%
4 D 242 — 65% 32% o
7%
4 R 242 — 60% 38% N
8%
5 E 233 — 51% 42% 7%
2%
5 S 233 — 51% 42% 7%
7%
6 F 244 - 57% 39% o
8%
6 T 244 56% 39% 5%
%
7 G 243 = 63% 34% -
3%
7 U 243 - 61% 35% -
%
8 H 222 . 70% 29% .
%
8 \Y 222 . 67% 31% B
%
9 I 204 : 65% 32% o
%
9 W 204 : 65% 32% "
3%
10 J 198 - 59% 38% o
%
10 X 198 = 61% 36% o
%
11 K 212 64% 31% 5%
7%
11 Y 212 - 64% 30% “5% +
%
12 L 9229 | ® = e -
%
12 7 222 = 57% 39% -
%
13 1 233 = 59% 39% -
13 M 233 65% 32% =
%
14 2 196 | ™ - e e
14 N 196 67% 30% e

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
15 EP9 K 300 X X - -
15 EP9 Y 300 X X - -
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2 Entry composition (i)

There are 16 unique types of molecules in this entry. The entry contains 50851 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 Proteasome component Y7.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 250 ?gtf? 12Cl9 311]5 3?7 ZSL 0 0 0
1 0 250 r‘1F(S;t1&}51 12019 311]5 3?7 ZSL 0 0 0
e Molecule 2 is a protein called Proteasome component Y13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 244 ?ggzl 12%1 31;1 3(830 g 0 0 0
2 P 244 ?3?51 12C()1 Zgl 320 2 0 0 0
e Molecule 3 is a protein called Proteasome component PREG.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 ¢ 241 rf; gall 1 1(;1 31?\}1 3(7)5 ZSL 0 0 0
3 Q 241 112 gall 1 1%1 31§1 3(7)5 ZSL 0 0 0
e Molecule 4 is a protein called Proteasome component PUP2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 b 242 1112 ?21 1 1062 311]4 3(7)9 g 0 0 0
4 R 242 rf; t6a21 1 1062 311]4 3(7)9 g 0 0 0

e Molecule 5 is a protein called Proteasome component PRES.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o 2 233 1795 1129 312 350 4 0 0 0
Total C N O S
o S 233 1795 1129 312 350 4 0 0 0
e Molecule 6 is a protein called Proteasome component C1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 F 244 1897 1205 330 358 4 0 0 0
Total C N O S
6 T 244 1897 1205 330 358 4 0 0 0
e Molecule 7 is a protein called Proteasome component C7-alpha.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 G 243 1921 1221 322 370 8 0 0 0
Total C N O S
7 U 243 1921 1221 322 370 8 0 0 0
e Molecule 8 is a protein called Proteasome component PUP1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 H 222 1685 1061 293 324 7 0 0 0
Total C N O S
8 v 222 1685 1061 293 324 7 0 0 0
e Molecule 9 is a protein called Proteasome component PUP3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) I 204 1581 1010 258 305 8 0 0 0
Total C N O S
oW 204 1581 1010 258 305 8 0 0 0
e Molecule 10 is a protein called Proteasome component C11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 J 198 1585 1005 269 305 6 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 X 198 1585 1005 269 305 6 0 0 0
e Molecule 11 is a protein called Proteasome component PRE2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 K 212 1644 1045 280 312 7 0 0 0
Total C N O S
1 Y 212 1644 1045 280 312 7 0 0 0
e Molecule 12 is a protein called Proteasome component C5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 L 222 1757 1115 303 335 4 0 0 0
Total C N O S
12 z 222 1731 1101 295 331 4 0 0 0
e Molecule 13 is a protein called Proteasome component PREA4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 M 233 1824 1154 312 351 7 0 0 0
Total C N O S
13 1 233 1807 1143 308 349 7 0 0 0
e Molecule 14 is a protein called Proteasome component PRES.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 N 196 1512 955 250 300 7 ¥ 0 ¥
Total C N O S
14 2 196 1487 941 245 294 7 0 0 0

e Molecule 15 is N-[(benzyloxy)carbonyl|-L-leucyl-N-[(2S,3S)-3-hydroxy-1-(4-hydroxyphenyl)-

4-oxobutan-2-yl|-L-leucinamide (three-letter code: EP9) (formula: CsH4N3O7).
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EP9
HINT ‘/ F
I < B T
e 0. _ 0 TNH
P, . H
o TR o ~ \ e
o
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
15 K 1 29 20 3 6 0 0
Total C N O
15 Y 1 29 30 3 6 0 0
e Molecule 16 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
16 A 52 59 59 0 0
Total O
16 B 38 a3 23 0 0
Total O
16 C 39 29 29 0 0
Total O
16 D 42 19 49 0 0
Total O
16 E 20 20 2 0 0
Total O
16 F 47 A7 A7 0 0
Total O
16 G 60 60 60 0 0
Total O
16 H 49 49 19 0 0
Total O
16 I 62 69 62 0 0
Total O
16 J 49 49 49 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | K 44 TZTI 4(1 0 0
6 | L 57 Tg;al ;)7 0 0
6 | M 68 T‘ég‘“ (?8 0 0
6 | N 58 ngal 5% 0 0
16 0 34 Tgfl ?4 0 0
16 P 28 Tg;al ;.8 0 0
16 Q 28 Tg;al ;.8 0 0
16 R 32 Tgtzal ??2 0 0
16 S 18 T(l);al ?8 0 0
16 T 40 ngal ﬁ) 0 0
16 U 61 Tgtlal 62 0 0
6 | Vv 44 TZTI 21 0 0
16 | W 58 Tg;al ?8 0 0
16 X 41 thlal ﬁ 0 0
16 Y 47 ngal ;)7 0 0
16 Z 47 th;‘l f? 0 0
16 1 74 T‘;Zal % 0 0
16 2 56 ngal 5% 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
electron density. Residues are color-coded according to the number of geometric quality criteria
for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more.
A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2
or more consecutive residues without any outlier are shown as a green connector. Residues present
in the sample, but not in the model, are shown in grey.

e Molecule 1: Proteasome component Y7

%
Chain A: 71% 28% .

e Molecule 1: Proteasome component Y7
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5 e
CRT
|
S11
|
F15
ost6
P17
|
K20
|
124
D25
Y26
A27
L2
T29
A0
V31
K32
V35
T36
S37
S 188 |
G39
|
Va7
148
A49

o © 0 9] N 0
o o N o [ e
— o = & oA

e Molecule 2: Proteasome component Y13
5%
Chain B: T 61% 33% 5%

N152
P153
|
G159
w160
|

Lm0 |
T91
|
Q97
|
K101
|
D106
1107
|
I111
L112
|
L116
T124
Qs |
H126
|
R130
|
G133
|
F136
1137
|
Y141
Y149

WO RLDWIDE

er

PROTEIN DATA BANK


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

Full wwPDB X-ray Structure Validation Report 30KJ

Page 11

@® 6€cl
8€CI

SETA
vecn
€eq1
(AN
Teea

6201
8gcd

¥ecd

1220

q1eh
@ 6124

Proteasome component Y13

VieH

jgan

1124

802a
L0TX

70Ts

e Molecule 2

c0TL

6%

—
5%

34%

60%

Chain P

S8V

18T

LLY

€L
cLa

6934

99

°
2 )
© ©
3] =]

—
©
o

[
— o™ © o
10 1919 [rogr)
IIIH IItﬁ II..»J - II

[
<
<

o
o
5 o
H =

8€I

0000000
<
N
IS
£

-
™
b

o
[}
%]

2611

06TI

8810
1810
98TA

1814

0L1S

918
€971

651D

€97d
CSIN

15749
[i4%]

LETI
9€Td

€ETD

0eTY
6211

9CTH

¥Z1L

9111

[43%!
TT1I

LOTI
901

TOTY

@® 6€Cl
8€CI

SETH
veen
€€T1
2ecI
Teed

6221
feraac

¥ced

1220

i
Proteasome component PREG

area
6124

S12I

Ll

802a
L0TA

0TS

e Molecule 3

[4An

LBT1

€61V

37%

60%

6%

Chain C

160

e 63b

® 991
® SSL

[4:t:|
TS89

9%A
S¥0

1572
o%A

9€0
SEL

€€Y

9k
ferac

€2h

121

L1d

STd

€18

0oTd

S8TL

€8Td
28T1d

08TA

9€CI

CTETK

i

Proteasome component PREG

9¢es

0zea

91TH
STCA

0121
@ 602N

902D

zozh
TOZA
00zA

L6111
9618
96714
Y6TA

06TA

e Molecule 3

8874
1874
98TA

38%

59%

12%

Chain Q

b

998

® VoI

[
0 ©
0 10
IIIIEd - IIII}“IIII

o
[re)
<

TS89

LvA
9%A
S¥0

Wi
o%A
® 6€D
8EA

9€D
SEL

® €€d

ferac

[14)]

121

L1d

™ w
- =
172} 15

TV
0oTd

9TTA
STTXA

(4%}
LOTA
901d
S01a

00Ty

9€CI

9¢TS

1

Teer
0zza

91TH
STCA

0121
602N

902D
@ €0TlL

Proteasome component PUP2

T0CA

e Molecule 4

32%

65%

6%

Chain D

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 30KJ

Page 12

@ 3dT1Ss
e arv
® 021D
€214
0zTvY
L1TD

ETTL
(495}

(0] 9%c8

CTOTA

L6A

181

9.0
SLD

191

198

Ll

6GT

LG8d

€94

e{ofact

00zA
6610

96TI
S6TX

€6TA
(4%
T611
0673

8814

9811
S8TL

asts

08TM

3

9.1T
S.13

€9TX

o =
© © ©
o=
I>-=<

8STA
LST4
9STL
SSTD

0STH

8%11

9VIX

@ 6ETvV
8ETI

SETY

€ETD

TeTd
0€TY

vvca

8€TH
LeTT

€ecI

ogey

T2ed

S1¢I

6023

802a
L0271

Proteasome component PUP2

e Molecule 4

7%

38%

60%

Chain R

T€I

6cd
821
P4
9CA

ven
€cb
zcd

L1d
918
STd

<
-~
=

1611
0673

88TH

9811
G8TL

asts

3

9LTT
SLTH

Ll

€91
29TV
TOTN
09TA

8STA
LSTd
9STL
GSTH

0STH

8%TT

517499

B6ETY
8ETIL

SETY

EETD

T€Td
0ETY

b

® 921d
® Se1d

@ dTis
e aciv
® JC1D

€eTd

1211
0zTv

L1T0

E€TTL
[439¢

jagecs

8ETA

LeT1

€ecI

ogay

T2ed

S1¢I

[454%

voZN
602
802a
1,021

Proteasome component PRES

S0cd

002A
6610
861X

96TI
S6TX

e Molecule 5

€6TA
(4%

8%

7%

~
~
wn

42%

oo o
re) ©
— >

51%

°
0
I3
0

Chain E

984

€8d
8vY

8.1
S.LD
YLK

€LH

0.0

891

99)

790

®
96d

7SN

[4p’s

671

(474

8EA
LEL
9EA

XXX
$3
=

(4}
T€I

8¢

zcd

L1d

6ETI

LETT
9ETT

TETA

CETX

621D

LCTA

STTh
YCIL

1210

LT1D

STT1

(4344
1114

60TA

LOTT

SOTH
YOIN

COTA

00TS

S60

261

(44

92TH

zeel
Teed
0ged

812¢d

912D
STCA
¥1C1
21l

azN

1021

861S
L6TI
96TV

v6TA

06TI

1

981d

a8TH

Proteasome component PRES

e Molecule 5

7%

42%

51%

12%

Chain S

6LV
8.1
LLS

YLK
€LH

0L

© © o
© © ©
3 o

90

®
©
>

69S
8G1T

[ ]
® 9sd
[ ]
® TSN

(4’8

O

R LDWIDE
PROTEIN DATA BANK

67A
® 8%l

SYH

(44
132

8EA
SES

(4}
T€I

821
9CA

€2b
zed

L1d

) 4

W



Full wwPDB X-ray Structure Validation Report 30KJ

Page 13

291D
T9TA
0971

€5Td

TS814
05T

8¥TT

EVINA

15428

® 6€TI

LETT
9€TT

TETA

CETA

0ETY
621D

LZTX

4%

1210

3

9111
STTT

(4334
1114

60TA

3

L0TT
YOIN

00Ts

S6d
261
984

€8d
(4344

62T

92TH

eeeL
Teed
0zged

812a
912D
STCA
11

(4548

1021

8618
LBTI
96TV

76T

06TI
68171

S8IN
q8TA
astI
2814
e 0811
6LTL
® 8.1d
SLTX

TL1D

vo1V
€971

@ €€l

Proteasome component C1

e Molecule 6

4%

39%

57%

Chain F

86S

891
LS4
9SS

¥SI
€971

S¥D

SEL
zed
9CA
fords]

ST4
TIA

CIN

291D

8GTM

TST1
0STH

LYTH
YYIN
eV
{47418

8ETd

9€TL

*

CETd

{44
1210
0ZTA
6TTA
8T1d

STTY
viia

0TTd
60TI
80Td
LOTI

YOTx
€0TA

® 0%CI

Lg2d

(444}

OTZN

Proteasome component C1

e Molecule 6

5%

39%

56%

8%

Chain T

06N

[ )
NmYwoN~_ o
NSNS SO
) L ) O )
< Xd<mAam >

6974
891D

YoTY

291D

651D
8STM

TS11
0STH

LYTH
YYIN
EVIA
Tvia

8ETd

9ETL

+

CET

[4aa 4
1210
0zTA
6TTA
8TTh

STTY
v11a

0T1d
60TI

405 8
€0TA

86S

S6d
v6d

Proteasome component C7-alpha

e Molecule 7

2%

34%

63%

Chain G

8TIN

(425"

0T1a

LOTH

SOTA

20T

864

96V

[N ]
© ©
H oo

6LN

YveN

ST
YCT1L

(4453

6111

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 30KJ

Page 14

® 6£2d
€€TT
6221
82ZZN
et
L1e
912l
STTV
(4548
vt

€021
20Td

Proteasome component C7-alpha

e Molecule 7

3%

35%

61%

Chain U

0T1a
6070

LOTH

[4915’}

00TH

©
[}
=]

©
[}
<

VveN

623
8¢d

feract

918

0TYd

84

LD
oy

8TIN

(435

Proteasome component PUP1

e Molecule 8

Y%

29%

70%

Chain H

821D

SCT1
14498

0oz1a
6TTL

€TTI
[435

YoTd
S0Ta

969
s8d
78y
€81
[4sii
180
8.8

S.y
v.Ld

99H

L

¢Sl

oSV

7e1
€eX

T€D
0EN

8za
L2V

S¢I
ved

zTh

0gs

912d

08TI

LLTA
9.L1D
SLTA

ELTA
CTLIN

S9TN

€971

191V
09Th
6STI

9GTS

&

Proteasome component PUP1

STV
0s1d

LYTL

e Molecule 8

svia
ial]

LETA

T€1S

%

31%

67%

i

Chain V

0zTa
6TTL

€171
C11s

3

S0Ta
96D

s8b
8y
€81
8N
180
0871

8.8
LLA

S.d
Y.Ld

€91

198

Ll

2SL

oSy

8€S

3

Proteasome component PUP3

912d

¥1e1
012l
L6TYd
96TA
S6TN

€6TL
2611

08TI
LLTA
9.L10
SLTA

ELTA
CLIN

SOTN

€971

19TV
09Th
6STI
9GTS
TGTV
0STd
LPTL
9T
Sv1d
i4al)
£5745'8
6€TH
LETA
1€18
8CTH

SeT1
§4478

e Molecule 9

%

32%

65%

Chain I

064

SS1

CTSA

0SL

8¥%1

€%1
(472

9€H

eI

bl
¥}
rx:

1874
98TA

7814

1814

8LTI

9LTA

vLIA
eLIY
LI

*

S9TH

€91V

TOIN

6GT1

9G1S
SSTI

8%1d

SYIN

15491

LETW

0ETV

¥e1a

+

8110

Ll

OTTI

80Td

901D

T0TA

L6A

v6d

T6d

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 30KJ

Page 15

761Q
€610

T6TW
061X

Proteasome component PUP3

e Molecule 9

32%

65%

%
B

Chain W

v6d

=]
=

ST

CSA

0SL

8%1

€%1
vd

9EH

el

®
o
rx

0STd

8¥%1d

SYIN

154598

LETH

0ETV

SeTI
verd

t

811D

+

OTTI

80Td

901D

T0TA

L6A

761Q
€610

Proteasome component C11

e Molecule 10

38%

59%

3%
[

Chain J

80Td

a0Tx

€0TD

00771
66A

0.4

cea

9CA

4428

0ozA
61V
8T
L18

€11
CTA

8A
9I
€I

CI
Ta

8LTA
LLTT
9LTH
SLIA
PLTI

TLIA
0LT4

® 89TH
191d
99TH
S9TH

1973
0970

831D
LST1
9GTH

¥ST1

(413

0§73

LYTL
YT

Yv1d
A%

6€1a
8ETT
LETT
9€TS

EETA

TE€TD

6CTA

92TV

§4498
€21d

0TTA
61T
8TTL

9111

€171
[4314]

0TT1

Proteasome component C11

e Molecule 10

2%

36%

61%

Chain X

9111

€TTI
(434}

80Td
a0t
€0TD

0071

683
58d
LD
€La

0,3

891

sb
€3GA

L

¥¥s

cea

9CA

T-W

95T

YSTT

2STT

0STH

LYTL
490

¥Pid
€VTY

8TTL

Proteasome component PRE2

e Molecule 11

2%

—
5%

31%

64%

Chain K

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 30KJ

Page 16

80Td

90T

Yoty
SOTL

*

TOTI
00TH

L

[4:28

08S

S.LS

~ ©
© ~

09D
€50

oSV

3

0vd

8EN

94

N M wn
Il-‘ qu

6STI

95T

2STT

9¥1T

® E¥IX
(4498

(A%

LETA

SETA

921D

€21a

0zTT
61TY

v11a
E€TTA
(4398

Proteasome component PRE2

e Molecule 11

5% «

1

30%

64%

4%
-

Chain Y

80Td

9073

@ Vord
SOTL

TOTI
® O00TW

L8A

o
Q
—

09D

08y

€ex

(41

TEA

SCTH

9TA

€11
(438

@ 012I

® 80ZN
@ L0TN

S0CS

€023

002x
66TA

9614
S6T1

€61D
BTN
1610

68TN

L8TH

0873

8LIA

SLT1
YLIN

991a
S91Y

19TV
0971
6STI
9GTY
2ST1
911

EVIN
(47498

LETA

e Molecule 12

SETA

9¢10

€21a

0Z11

v11a
E€TTA

Proteasome component C5

34%

62%

121

674

0 O~
=
<& A

— ™
~ o < w0 N~ o o -~ ~
o H a3 O < O M P =

™)
=

A o>

b
o

9STH

CSTI

8¥TA

9%TT

dbTd

WHTA

ITN
IvTL

avTa

felads]
vId

jaat]
O%IN

LETA

SETW

CeTS

62TV

¥Z10

1145

6TTA
8118

9TTA

vita
ETTd

OTTA
60TY

10T

T0TI
00TI

S6A
v6d

[4315')
T6T1

¥8TA
€8TD

6LTL
8LIA
LLTI

€LTT
LD
1.1
8910

99TH
S9TH

Proteasome component C5

e Molecule 12

39%

—
57%

2%
m

Chain Z

86H

© 0 OO o < [}
— - QNN

oE-cNomoma s
- w o> o o < <

1918
98TH
2STI

6¥1d
8YIA

EiA %
o Svii
e MPIY

[ ia%!

dy1d

® W¥IA

ITN
IVTL

avra
avix
ovTh
avIN

v1d

710
0%IN

LETA
9€Td
SETN

CETS

v11a
€114

OTTA
60TV

LOTH

TO0TI
00TI

[4:15:8
1611

8814
1874

v8IA
€810

8LIA
LLTI

€LTT
TLID
TL1d

8910
99TH

S9TH
v91a

Proteasome component PRE4

e Molecule 13

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 30KJ

Page 17

32%

65%

Chain M

268

< w0
0 00
II.‘ - IIII

¢8R
84

8LA

9.d

o) kc

9814
S8TL
7811
V81l

6.L1Q
8LTI

€LT4
0LTS
8914
S91Y
0914
LSIN
9STA

SSTI

[4s)xcs

0STA

8¥IA
LYTL

442
DYII

avia

+

9€Td

vETY

6214

SC1T

6TTL
8TTA

STTT

€TTA
CITA

1

0TTT

807D

(0]
70TA

1121

Proteasome component PRE4

602d
80CL

$S02D

L6TM

-

0671

e Molecule 13

881X
L8TX

39%

59%

Chain 1

1
i

SE€I
€T

ced

824

921

611

L1a

3
-
=

o
N~ oo
M=

[ NN ]
— <
3] 1

© 0§ o
oo H>

097Y
LSTN
9STA
SSTI

[4:]55

0STA

8%TA

¥vid
DYTI

aFvrs
avra

YvIA
T71A

9€Td

YETY

LTTL

SCT1

6TTL
8TTA

STTT

ETTA
CTTA

0TTT
801D

Yots
SOTd
voTA

86V
L6N
96M
S6T
¥6d

268

06y
680

L9TY

S9TH

e Molecule 14

€9TA
2911

Proteasome component PRE3

30%

67%

Chain N

20TV

00TI

S6T

zea

Ll

S84

1

Y.Ld

994

T9X

85I

SSI

TSa

8¥%s

42

[47.\
15728

LEA

1

0€A
62y

IIto II‘D
] N
=l =

€11

e Molecule 14

811
I8Td

D8TA

1811

08TV

8LTT

9LTA
SLTH
iZA%:

TL1D
0LTD

€911
1910
98T

TSTL
0STd

AR
9V

Proteasome component PRE3

i4axs
EVTY

B6ETA

9E€TD

0CTH

Y11d

¢TIl

LOTX

701X

34%

63%

Chain 2

t")-Oi
H X

Y014

00TI

L6V

S671

Ll

1

82N

921

T2L
0zl
614

9TV
STD
V11

ota

81l
I8Th
H8TH
L8171
08TV
6LTL
8LT1
9LTA
SLIN
w14

TLID
0419

891S
SOTM
oI
€971
191D
9GTH
€310
0STd
LTS
9V
€7Td
6€ETd
9ETH
SETA
PETI
0CTH
911D

STTT

CI1l
TTTA

LOTH

YyoTa

O

R LDWIDE
PROTEIN DATA BANK

W



Page 18

Full wwPDB X-ray Structure Validation Report

30KJ

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 134.59A 299.83A 143.60A .
Depositor
a, b, c, a, B, 90.00°  112.60°  90.00°
. 15.00 - 2.70 Depositor
Resolution (A) 2483 — 2.70 EDS
% Data completeness 99.6 (15.00-2.70) Depositor
(in resolution range) 99.6 (24.88-2.70) EDS
Rinerge 0.07 Depositor
Reym (Not available) Depositor
<I/o(I)>" 3.14 (at 2.72A) Xtriage
Refinement program CNS Depositor
R R 0.232 , 0.259 Depositor
) Thfree 0221 , 0.224 DCC
Rree test set 14272 reflections (5.00%) wwPDB-VP
Wilson B-factor (A?) 50.6 Xtriage
Anisotropy 0.890 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.31,73.4 EDS
L-test for twinning? <|L| > =048, < L?> =0.31 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 50851 wwPDB-VP
Average B, all atoms (A?) 72.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.06% of the height of the origin peak. No significant pseudotranslation is detected.

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

WO RLDWIDE

PROTEIN DATA BANK
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:
EP9

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 | gy 71 S5 | RMSZ | #(2] >5

1 A 0.37 0/1952 0.63 0/2642

1 O 0.37 0/1952 0.63 0/2642

2 B 0.37 0/1935 0.63 0/2618

2 P 0.37 0/1935 0.63 0/2618

3 C 0.35 0/1920 0.62 0/2598

3 Q 0.37 0/1920 0.62 0/2598

4 D 0.37 0/1887 0.63 0/2541

4 R 0.37 0/1887 0.63 0/2541

5 E 0.35 0/1823 0.61 0/2463

5 S 0.37 0/1823 0.61 0/2463

6 F 0.39 0/1937 0.61 1/2614 (0.0%)

6 T 0.39 0/1937 0.62 1/2614 (0.0%)

7 G 0.39 0/1959 0.63 0/2652

7 U 0.39 0/1959 0.63 0/2652

8 H 0.37 0/1716 0.65 0/2326

8 \Y 0.37 0/1716 0.65 0/2326

9 | 0.39 0/1611 0.67 0/2174

9 W 0.41 0/1611 0.67 0/2174

10 J 0.41 0/1613 0.65 0/2173

10 X 0.40 0/1613 0.65 0/2173

11 K 0.45 0/1681 0.69 | 2/2274 (0.1%)
11 Y 0.44 0/1681 0.70 | 1/2274 (0.0%)
12 L 0.39 0/1795 0.68 0/2420

12 Z 0.39 0/1747 0.69 0/2328

13 1 0.39 0/1816 0.65 0/2430

13 M 0.39 0/1855 0.66 0/2514

14 2 0.39 0/1495 0.64 0/1996

14 N 0.40 0/1541 0.64 0/2087
All All 0.39 | 0/50317 | 0.64 | 5/67925 (0.0%)

There are no bond length outliers.
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All (5) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
11 Y 4 LEU | CA-CB-CG | 5.75 128.54 115.30
11 K 4 LEU | CA-CB-CG | 5.73 128.49 115.30
6 F 135 | SER N-CA-C -5.18 97.01 111.00
6 T 135 | SER N-CA-C | -5.16 97.07 111.00
11 K 1 THR | CB-CA-C | -5.01 98.06 111.60

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 1915 0 1926 o8 0
1 O 1915 0 1926 99 0
2 B 1905 0 1901 93 0
2 P 1905 0 1901 92 0
3 C 1891 0 1900 96 0
3 Q 1891 0 1900 97 0
4 D 1862 0 1836 63 0
4 R 1862 0 1836 36 0
5 E 1795 0 1797 106 0
5 S 1795 0 1797 122 0
6 F 1897 0 1886 83 0
6 T 1897 0 1886 81 0
7 G 1921 0 1910 82 0
7 U 1921 0 1910 86 0
8 H 1685 0 1688 46 0
8 \Y 1685 0 1688 92 0
9 I 1581 0 1574 67 0
9 W 1581 0 1574 63 0

10 J 1585 0 1590 100 0
10 X 1585 0 1590 94 0
11 K 1644 0 1592 100 0
11 Y 1644 0 1592 94 0
12 L 1757 0 1711 76 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
12 Z 1731 0 1642 99 0
13 1 1807 0 1785 104 0
13 M 1824 0 1832 69 0
14 2 1487 0 1411 75 0
14 N 1512 0 1481 o4 0
15 K 39 0 39 1 0
15 Y 39 0 39 2 0
16 1 74 0 0 6 0
16 2 o6 0 0 5 0
16 A 52 0 0 0 0
16 B 38 0 0 3 0
16 C 39 0 0 3 0
16 D 42 0 0 0 0
16 E 20 0 0 4 0
16 F 47 0 0 6 0
16 G 60 0 0 5 0
16 H 49 0 0 1 0
16 I 62 0 0 3 0
16 J 49 0 0 11 0
16 K 44 0 0 6 0
16 L 57 0 0 3 0
16 M 68 0 0 5 0
16 N o8 0 0 4 0
16 O 34 0 0 0 0
16 P 28 0 0 3 0
16 Q 28 0 0 5 0
16 R 32 0 0 7 0
16 S 18 0 0 4 0
16 T 40 0 0 2 0
16 U 61 0 0 4 0
16 \Y 44 0 0 4 0
16 W 58 0 0 3 0
16 X 41 0 0 3 0
16 Y 47 0 0 4 0
16 Z 47 0 0 1 0
All All 50851 0 49140 2057 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 21.

All (2057) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
12:L:43:MET:HB2 12:1:101:ILE:HG22 1.31 1.08
12:7:43:-MET:HB2 12:7:101:ILE:HG22 1.32 1.08
11:Y:10(B):LYS:H 11:Y:10(B):LYS:HD2 1.10 1.08
11:K:10(B):LYS:H 11:K:10(B):LYS:HD2 1.08 1.06
14:2:135: TYR:CD1 14:2:135:TYR:CZ 2.41 1.03
14:N:136:GLY:HA2 14:2:161:GLN:HE21 1.23 1.02
14:N:161:GLN:HE21 14:2:136:GLY:HA2 1.22 1.02
7:G:96:ALA:HA 7:G:107:-MET:HE2 1.36 1.02
12:7:14(D):TYR:CE1 12:7:14(D):TYR:CE2 2.40 1.01
7:U:96:ALA:HA 7:U:107:-MET:HE2 1.43 1.00
14:2:111:TYR:CE1 14:2:111:TYR:CG 2.42 0.99
11:K:208:ASN:HB3 16:K:776:HOH:O 1.61 0.99
2:B:124: THR:HG22 3:C:130:ARG:HH21 1.28 0.97
2:P:202: THR:HG22 2:P:204:SER:H 1.28 0.95
14:2:70: TYR:CE1 14:2:70: TYR:CE2 2.41 0.95
2:B:202: THR:HG22 2:B:204:SER:H 1.28 0.95
5:5:207:LEU:HD23 5:5:207:LEU:H 1.31 0.95
10:J:-1:MET:HG2 10:J:1:ASP:H 1.31 0.95
3:Q:185:THR:HB 3:Q:188:GLU:HG2 1.49 0.95
10:J:24:ILE:HD11 10:X:129:TYR:HB3 1.50 0.94
10:X:-1:MET:HG2 10:X:1:ASP:H 1.33 0.94
5:E:15:PHE:HB2 6:F:23:GLN:HE22 1.31 0.93
2:P:124:THR:HG22 3:Q:130:ARG:HH21 1.31 0.93
2:P:71:ASN:ND2 2:P:72:ASP:H 1.67 0.93
2:B:71:ASN:ND2 2:B:72:ASP:H 1.66 0.93
5:E:207:LEU:HD23 5:E:207:LEU:H 1.33 0.93
12:7:3:1ILE:HD11 12:7:100:ILE:HD13 1.50 0.91
3:Q:185:THR:HG22 3:Q:187:GLU:H 1.36 0.91
3:C:185:THR:HB 3:C:188:GLU:HG2 1.51 0.91
13:1:157:ASN:HD22 13:1:160:ARG:HH11 0.91 0.91
3:C:185:THR:HG22 3:C:187:GLU:H 1.35 0.91
12:L:3:ILE:HD11 12:L:100:ILE:HD13 1.52 0.91
11:K:207:ASN:HD21 10:X:144:PRO:CG 1.84 0.90
2:B:15:PHE:H 3:C:23:GLN:HE22 1.18 0.90
12:7:2:THR:C 12:7:3:1ILE:CA 2.40 0.90
5:E:201:LEU:HD11 5:E:207:LEU:HD22 1.53 0.90
10:J:144:PRO:CG 11:Y:207:ASN:HD21 1.85 0.89
6:T:95:GLU:HG2 6:T:115:ARG:HB3 1.54 0.89
5:5:201:LEU:HD11 5:5:207:LEU:HD22 1.55 0.89
14:2:134:1ILE:CG2 14:2:134:1LE:CG1 2.50 0.89
13:1:14(C):ARG:HH11 13:1:14(C):ARG:HG3 1.37 0.89
3:Q:15:PHE:H 4:R:23:GLN:HE22 1.19 0.89

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
13:M:157:ASN:HD22 13:M:160:ARG:HH11 0.92 0.89
14:2:50:ALA:C 14:2:51:ASP:CA 2.42 0.88
3:Q:163:GLN:HA 3:Q:163:GLN:HE21 1.38 0.88
14:2:85:GLU:C 14:2:86:LEU:CA 2.42 0.88
14:2:134:ILE:CG2 14:2:134:1ILE:CA 2.52 0.88
1:0:124:THR:HG22 2:P:130:ARG:HH21 1.38 0.88
12:L:4:LEU:HD11 12:1:138:LEU:HD21 1.55 0.88
3:C:163:GLN:HA 3:C:163:GLN:HE21 1.38 0.88
11:K:10(B):LYS:HD2 11:K:10(B):LYS:N 1.89 0.88
10:J:129: TYR:HB3 10:X:24:ILE:HD11 1.55 0.87
14:2:64:GLU:C 14:2:65:LEU:CA 2.42 0.87
13:1:157:ASN:ND2 13:1:160:ARG:HH11 1.73 0.87
13:M:14(C):ARG:HG3 | 13:M:14(C):ARG:HH11 1.39 0.87
1:0:130:ARG:HH21 7:U:124:THR:CG2 1.88 0.87
14:2:18(H):GLU:CG 14:2:18(H):GLU:CA 2.53 0.87
12:7Z:-6:PRO:C 12:7:-5:TYR:CA 2.43 0.86
14:2:134:ILE:CG1 14:2:134:1ILE:CA 2.53 0.86
12:7:187:GLU:C 12:7:188:PHE:CA 2.43 0.86
13:M:40:ASN:HD22 13:M:40:ASN:H 1.23 0.86
13:1:98:ALA:N 13:1:98:ALA:C 2.28 0.86
12:7:14(Q):LEU:C 12:7:14(W):LYS:CA 2.44 0.86
1:0:130:ARG:HH21 7:U:124:THR:HG22 1.40 0.85
13:1:40:ASN:H 13:1:40:ASN:HD22 1.23 0.85
6:F:95:GLU:HG2 6:F:115:ARG:HB3 1.56 0.85
12:7:4:LEU:HD11 12:7:138:LEU:HD21 1.56 0.85
13:M:157:ASN:ND2 13:M:160:ARG:HH11 1.73 0.85
13:1:14(D):GLU:C 13:1:14(E):SER:CA 2.44 0.85
14:2:164:LYS:CA 14:2:165: TRP:N 2.40 0.85
13:1:157:ASN:HD22 13:1:160:ARG:NH1 1.75 0.85
4:R:162:ALA:HB3 5:S:58: LEU:HD23 1.57 0.85
13:1:94:PRO:C 13:1:95:LEU:CA 2.46 0.85
1:A:179:ARG:HB3 1:A:179:ARG:HH11 1.42 0.84
12:7:-7:ASN:ND2 12:7:-7:ASN:CB 2.40 0.84
6:T:54:ILE:HD11 6:T:209:GLU:HB2 1.59 0.84
12:7:168:GLN:NE2 12:7:168:GLN:CG 2.41 0.84
1:A:130:ARG:HH21 7:G:124:THR:HG22 1.41 0.84
2:B:124: THR:CG2 3:C:130:ARG:HH21 1.91 0.84
14:2:10(A):ASP:CA 14:2:10(B):LYS:N 2.41 0.84
6:F:54:ILE:HD11 6:F:209:GLU:HB2 1.60 0.84
1:0:179:ARG:HB3 1:0:179:ARG:HH11 1.41 0.83
5:S5:97:ASN:HD21 12:7:61:ASN:HD21 1.25 0.83

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
11:Y:10(B):LYS:HD2 11:Y:10(B):LYS:N 1.92 0.83
13:1:89:GLN:CA 13:1:90:ARG:N 2.41 0.83
13:M:157:ASN:HD22 13:M:160:ARG:NH1 1.75 0.83
12:L:3:ILE:CD1 12:L:100:ILE:HD13 2.07 0.83
14:2:97:ALA:N 14:2:97:ALA:CB 2.41 0.83
11:K:1: THR:HA 11:K:33:LYS:NZ 1.94 0.82
12:7:3:1LE:CD1 12:7:100:ILE:HD13 2.08 0.82
13:1:208:THR:CB 13:1:208:THR:C 2.48 0.82
13:1:141:VAL:CA 13:1:14(A):VAL:N 2.42 0.82
12:L:7:ALA:HB2 12:L:110:VAL:HG23 1.60 0.82
12:7:77:ASN:ND2 12:7:77:ASN:CB 2.43 0.82
13:1:167:ALA:N 13:1:167:ALA:CB 2.42 0.82
13:1:87:-MET:CB 13:1:87:MET:C 2.48 0.82
12:7:166:HIS:HD2 12:7:168:GLN:H 1.27 0.82
1:0:15:PHE:H 2:P:23:GLN:HE22 1.26 0.82
13:1:167:ALA:CB 13:1:167:ALA:C 2.49 0.82
14:2:97:ALA:CB 14:2:97:ALA:C 2.48 0.81
5:5:15:PHE:HB2 6:T:23:GLN:HE22 1.45 0.81
12:7:140:ASN:N 12:7:140:ASN:CB 2.42 0.81
9:W:29:ASN:HD22 9:W:29:ASN:H 1.28 0.81
13:1:162:LEU:CA 13:1:163: TYR:N 2.43 0.81
1:A:124: THR:HG22 2:B:130:ARG:HH21 1.44 0.81
13:1:105:GLN:CA 13:1:10(A):SER:N 2.44 0.81
2:P:61:GLN:OE1 2:P:208:ASP:HA 1.81 0.81
12:7:148:VAL:CA 12:7:149:GLU:N 2.44 0.81
3:Q:186:VAL:O 3:Q:190:VAL:HG23 1.80 0.81
13:1:71(C):GLU:C 13:1:71(C):GLU:CB 2.49 0.80
12:1.:166:HIS:HD2 12:1.:168:GLN:H 1.29 0.80
12:7:7:ALA:HB2 12:7:110:VAL:HG23 1.62 0.80
9:1:29:ASN:H 9:1:29:ASN:HD22 1.30 0.80
11:K:99: THR:HG22 11:K:113:VAL:HB 1.64 0.80
12:7:140:ASN:CB 12:7:140:ASN:C 2.49 0.80
12:7:129:ALA:CA 12:7:130:ALA:N 2.45 0.80
13:1:98:ALA:N 13:1:98:ALA:CB 2.44 0.80
3:C:186:VAL:O 3:C:190:VAL:HG23 1.82 0.80
13:1:96: TRP:CA 13:1:97:ASN:N 2.44 0.80
5:E:97:ASN:HD21 12:L:61:ASN:HD21 1.29 0.80
7:G:197:MET:HA 7:G:197:MET:HE3 1.63 0.80
3:C:15:PHE:H 4:D:23:GLN:HE22 1.26 0.79
2:B:61:GLN:OE1 2:B:208:ASP:HA 1.82 0.79
14:N:9:LYS:O 14:N:107:LYS:HD3 1.83 0.79
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Atom-1 Atom-2 distance (A) overlap (A)
13:1:71(C):GLU:CB 13:1:71(C):GLU:N 2.45 0.79
1:A:130:ARG:HH21 7:G:124:THR:CG2 1.94 0.79
10:J:156:LYS:HE2 10:J:160:GLN:NE2 1.98 0.79
13:1:98:ALA:C 13:1:98:ALA:CB 2.50 0.79
14:2:65:LEU:CA 14:2:65:LEU:CG 2.61 0.79
11:K:207:ASN:HD21 10:X:144:PRO:HG3 1.46 0.79
2:P:85:ALA:O 2:P:89:ILE:HG12 1.84 0.79
9:W:29:ASN:HD22 9:W:29:ASN:N 1.80 0.79
11:Y:99: THR:HG22 11:Y:113:VAL:HB 1.65 0.78
2:B:51:GLU:OE2 2:B:202: THR:HG23 1.83 0.78
7:G:18(G):GLU:HG2 7:G:188:LYS:HB2 1.65 0.78
13:1:87:-MET:CB 13:1:87:-MET:N 2.46 0.78
14:2:9:LYS:O 14:2:107:LYS:HD3 1.83 0.78
7:G:96:ALA:CA 7:G:107:-MET:HE2 2.13 0.78
4:D:12(D):ALA:HA 5:E:129:GLY:HA?2 1.66 0.78
4:R:72:ARG:HG3 16:R:1302:HOH:O 1.83 0.78
1:A:15:PHE:H 2:B:23:GLN:HE22 1.32 0.77
13:1:208:THR:CB 13:1:208: THR:N 2.46 0.77
7:U:18(G):GLU:HG2 7:U:188:LYS:HB2 1.64 0.77
1:0:33:GLN:HE21 1:0:33:GLN:HA 1.49 0.77
14:2:10:ASP:CG 14:2:10:ASP:CA 2.53 0.77
10:J:168:-MET:HE1 10:X:167:PRO:HB2 1.66 0.77
2:P:15:PHE:H 3:Q:23:GLN:HE22 1.31 0.77
10:X:156:LYS:HE2 10:X:160:GLN:NE2 1.99 0.77
12:7:14(B):ASN:CA 12:7:14(B):ASN:CG 2.53 0.77
12:7:14(D):TYR:CE1 12:7:14(D):TYR:OH 2.38 0.77
9:1:29:ASN:HD22 9:1:29:ASN:N 1.82 0.77
5:S:75:GLY:HA3 5:S5:221:PHE:CE2 2.19 0.76
6:T:37:SER:HB3 6:T:50:VAL:HG23 1.68 0.76
2:P:51:GLU:OE2 2:P:202: THR:HG23 1.86 0.76
6:T:186:ALA:O 6:T:190:VAL:HG23 1.86 0.76
10:J:144:PRO:HG3 11:Y:207:ASN:HD21 1.50 0.76
12:7:9:GLU:CB 12:7:9:GLU:CD 2.54 0.76
2:P:87:ILE:O 2:P:91: THR:HG23 1.86 0.76
8:V:216:GLU:HG3 9:W:187:ARG:HG2 1.66 0.76
10:X:156:LYS:O 10:X:160:GLN:HG3 1.85 0.76
14:2:19:ARG:NE 14:2:19:ARG:CG 2.49 0.76
6:F:37:SER:HB3 6:F:50: VAL:HG23 1.67 0.76
2:B:85:ALA:O 2:B:89:ILE:HG12 1.86 0.75
9:W:174:VAL:HG21 9:W:186:LYS:HE3 1.67 0.75
10:X:6:ILE:HD11 10:X:154:LEU:HD23 1.67 0.75
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Atom-1 Atom-2 distance (A) overlap (A)
11:Y:143:LYS:HB2 11:Y:146:LEU:CD1 2.17 0.75
8:H:216:GLU:HG3 9:1:187:ARG:HG2 1.68 0.75
5:5:201:LEU:O 5:5:202:ARG:HB2 1.85 0.75
1:A:33:GLN:HA 1:A:33:GLN:HE21 1.49 0.75
5:E:75:GLY:HA3 5:E:221:PHE:CE2 2.21 0.75
2:P:124:THR:CG2 3:Q:130:ARG:HH21 1.99 0.75
14:2:70: TYR:CE2 14:2:70: TYR:OH 2.40 0.75
5:E:18(C):PHE:O 5:E:18(F):ILE:HG12 1.86 0.75
5:E:201:LEU:O 5:E:202:ARG:HB2 1.87 0.75
14:N:84:LYS:HG3 14:N:119:VAL:HG22 1.69 0.75
9:1:90:ARG:HD2 16:1:1159:HOH:O 1.87 0.75
5:E:15:PHE:HB2 6:F:23:GLN:NE2 2.02 0.75
13:M:149:GLN:NE2 13:M:149:GLN:H 1.86 0.74
10:J:133:TYR:OH 16:J:876:HOH:O 2.05 0.74
11:K:143:LYS:HB2 11:K:146:LEU:CD1 2.17 0.74
7:U:59:LEU:O 7:U:61:PRO:HD3 1.87 0.74
12:7:14(D):TYR:CE2 12:7:14(D):TYR:OH 2.40 0.74
12:1L:40:ASN:HD21 12:1:183:GLY:HA2 1.50 0.74
8:H:4:VAL:HG22 8:H:159:1ILE:HD11 1.69 0.74
10:J:167:PRO:HB2 10:X:168:MET:HE1 1.70 0.74
1:A:58:LEU:HD12 7:G:173: THR:HG23 1.71 0.73
11:K:37:ILE:HB 11:K:41:LEU:HB3 1.69 0.73
3:Q:159:SER:HB2 16:Q:1140:HOH:O 1.87 0.73
7:U:96:ALA:CA 7:U:107:-MET:-HE2 2.17 0.73
2:P:202: THR:HG22 2:P:204:SER:N 2.03 0.73
4:R:156: THR:HG22 5:5:83:PRO:HD3 1.70 0.73
14:2:70: TYR:CE1 14:2:70: TYR:OH 2.41 0.73
10:J:156:LYS:O 10:J:160:GLN:HG3 1.87 0.73
7:G:59:LEU:O 7:G:61:PRO:HD3 1.89 0.73
5:5:207:LEU:H 5:5:207:LEU:CD2 2.01 0.73
10:X:113:ILE:HG12 10:X:119:LYS:HG3 1.68 0.73
5:5:141:TYR:CE2 5:5:217:LYS:HA 2.23 0.73
5:5:18(C):PHE:O 5:S:18(F):ILE:HG12 1.89 0.73
14:N:161:GLN:NE2 14:2:136:GLY:HA2 2.02 0.73
14:2:84:LYS:HG3 14:2:119:VAL:HG22 1.69 0.73
2:B:228:GLU:O 2:B:232:ILE:HG22 1.89 0.73
7:U:121:GLN:O 7:U:124: THR:HB 1.88 0.73
12:7:-7:ASN:CB 12:7:-7:ASN:OD1 2.37 0.73
9:1:174:VAL:HG21 9:1:186:LYS:HE3 1.69 0.73
9:1:194:ASP:O 16:1:230:HOH:O 2.07 0.73
2:P:228:GLU:O 2:P:232:.1LE:HG22 1.89 0.73
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Atom-1 Atom-2 distance (A) overlap (A)
9:1:29:ASN:N 9:1:29:ASN:ND2 2.36 0.72
10:J:6:ILE:HD11 10:J:154:LEU:HD23 1.71 0.72
8:V:4:VAL:HG22 8:V:159:ILE:HD11 1.69 0.72
13:1:149:GLN:NE2 13:1:149:GLN:H 1.86 0.72
7:G:121:GLN:O 7:G:124:THR:HB 1.89 0.72
11:Y:37:ILE:HB 11:Y:41:LEU:HB3 1.71 0.72
6:F:186:ALA:O 6:F:190:VAL:HG23 1.89 0.72
5:E:207:LEU:H 5:E:207:LEU:CD2 2.03 0.72
13:1:162:LEU:O 13:1:163:TYR:N 2.23 0.72
4:D:81:LEU:HD12 4:D:133:GLY:HA3 1.72 0.72
4:R:81:LEU:HD12 4:R:133:GLY:HA3 1.72 0.72
12:7:-7:ASN:ND2 12:7:-7:ASN:OD1 2.23 0.72
2:P:159:GLY:HA3 3:Q:62(A):ILE:CD1 2.20 0.71
11:K:208:ASN:HD21 9:W:29:ASN:CG 1.92 0.71
9:I.6:MET:HE3 9:1:155:ILE:HA 1.73 0.71
1:0:124:THR:CG2 2:P:130:ARG:HH21 2.03 0.71
12:7:40:ASN:HD21 12:7:183:GLY:HA2 1.53 0.71
9:W:29:ASN:N 9:W:29:ASN:ND2 2.34 0.71
12:7:120:GLU:CG 12:7:120:GLU:OFE1 2.38 0.71
2:B:219:GLU:HG2 2:B:21(E):VAL:N 2.04 0.71
10:X:32:ASP:0OD2 10:X:34: THR:HG22 1.91 0.71
2:B:202: THR:HG22 2:B:204:SER:N 2.03 0.71
9:W:194:ASP:O 16:W:228:HOH:O 2.06 0.71
10:J:113:ILE:HG12 10:J:119:LYS:HG3 1.71 0.71
9:W:2:ILE:HG21 9:W:130:ALA:HB3 1.73 0.71
5:E:141:TYR:CE2 5:E:217:LYS:HA 2.26 0.70
11:K:207:ASN:ND2 10:X:144:PRO:HG3 2.04 0.70
5:5:97:ASN:HD21 12:7:61:ASN:ND2 1.88 0.70
6:T:70:VAL:HB 6:T:74:ILE:HB 1.73 0.70
12:7:168:GLN:NE2 12:7:168:GLN:OFE1 2.24 0.70
12:7:148:VAL:O 12:7:149:GLU:N 2.25 0.70
2:P:219:GLU:HG2 2:P:21(E):VAL:N 2.06 0.70
7:U:198:ILE:HG23 7:U:203:THR:O 1.91 0.70
9:W:45:1LE:HB 9:W:52:VAL:HG13 1.72 0.70
9:W:156:SER:O 9:W:160:LEU:HB2 1.91 0.70
12:7:168:GLN:CG 12:7:168:GLN:OE1 2.40 0.70
13:1:162:LEU:CA 13:1:162:LEU:O 2.39 0.70
2:B:87:ILE:O 2:B:91: THR:HG23 1.90 0.70
13:1:89:GLN:CA 13:1:89:GLN:O 2.40 0.70
13:1:141:VAL:O 13:1:14(A):VAL:N 2.24 0.70
1:0:121:GLN:O 1:0:124: THR:HB 1.92 0.70
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Atom-1 Atom-2 distance (A) overlap (A)
3:Q:33:ARG:HB2 3:Q:33:ARG:NH1 2.07 0.70
12:7:77:ASN:CB 12:7:77:ASN:OD1 2.40 0.70
13:1:89:GLN:O 13:1:90:ARG:N 2.25 0.70
13:1:141:VAL:CA 13:1:141:VAL:O 2.40 0.70
1:0:86:ARG:HE 7:U:118:ASN:HD21 1.40 0.70
12:7:8:GLY:HA3 12:7:11:PHE:CE2 2.27 0.70
9:I:6:MET:CE 9:1:155:ILE:HA 2.22 0.69
1:A:121:GLN:O 1:A:124:THR:HB 1.92 0.69
5:E:2(B): THR:H 5:E:2(E):ASN:HD22 1.38 0.69
13:M:150:VAL:HG21 16:M:1069:HOH:O 1.93 0.69
5:5:18(C):PHE:HA 5:S:18(F):ILE:HG12 1.74 0.69
12:7:77:ASN:ND2 12:7:77:ASN:OD1 2.25 0.69
5:E:31:ILE:HD11 5:E:153:PRO:HG2 1.74 0.69
12:7:129:ALA:O 12:7:130:ALA:N 2.25 0.69
13:1:105:GLN:O 13:1:10(A):SER:N 2.25 0.69
5:S:31:1LE:HD11 5:5:153:PRO:HG2 1.75 0.69
12:7:148:VAL:CA 12:7:148:VAL:O 2.40 0.69
5:5:227:GLU:H 5:5:227:GLU:CD 1.96 0.69
12:7:120:GLU:CG 12:7:120:GLU:OE2 2.41 0.69
6:F:70:VAL:HB 6:F:74:ILE:HB 1.73 0.69
13:1:105:GLN:CA 13:1:105:GLN:O 2.40 0.69
14:2:164:LYS:O 14:2:165: TRP:N 2.25 0.69
9:1:29:ASN:CG 11:Y:208:ASN:HD21 1.96 0.69
9:1:156:SER:O 9:1:160:LEU:HB2 1.92 0.69
13:1:104:VAL:HG23 13:1:178:ILE:HG22 1.74 0.69
14:2:164:LYS:CA 14:2:164:LYS:O 2.40 0.69
3:C:71:ASP:HA 10:J:68:ILE:CD1 2.22 0.69
5:S:190:ILE:HG23 5:S5:212:ILE:HD13 1.74 0.69
2:B:159:GLY:HA3 3:C:62(A):ILE:CD1 2.23 0.68
7:G:198:1LE:HG23 7:G:203:THR:O 1.92 0.68
10:J:52: THR:HG22 10:J:53:VAL:N 2.08 0.68
1:0:179:ARG:HB3 1:0:179:ARG:NH1 2.08 0.68
1:0:232:ARG:HH11 1:0:232:ARG:HG3 1.57 0.68
9:W:6:-MET:CE 9:W:155:1LE:HA 2.22 0.68
9:W:43:LEU:HD21 9:W:45:1LE:HD11 1.75 0.68
11:Y:1:THR:HA 11:Y:33:LYS:NZ 2.08 0.68
2:B:71:ASN:ND2 2:B:72:ASP:N 2.41 0.68
2:B:152:ASN:HB2 2:B:153:PRO:HD2 1.73 0.68
12:L:8:GLY:HA3 12:L:11:PHE:CE2 2.29 0.68
12:7:129:ALA:CA 12:7:129:ALA:O 2.41 0.68
9:I:2:.1LE:HG21 9:1:130:ALA:HB3 1.75 0.68
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Atom-1 Atom-2 distance (A) overlap (A)
14:2:168:SER:CA 14:2:168:SER:OG 2.41 0.68
13:M:7:LYS:HG3 13:M:14(G):ILE:HD12 1.75 0.68
14:N:84:LYS:HG3 14:N:119:VAL:CG2 2.24 0.68
14:2:97:ALA:N 14:2:97:ALA:C 2.47 0.68
1:A:179:ARG:HB3 1:A:179:ARG:NH1 2.08 0.68
5:S:2(B):THR:H 5:S:2(E):ASN:HD22 1.38 0.68
14:N:136:GLY:HA2 14:2:161:GLN:NE2 2.03 0.68
2:P:71:ASN:ND2 2:P:72:ASP:N 2.42 0.68
13:1:96: TRP:O 13:1:97:ASN:N 2.26 0.68
11:Y:10(B):LYS:H 11:Y:10(B):LYS:CD 1.93 0.68
5:E:227:GLU:H 5:E:227:GLU:CD 1.97 0.68
9:1:45:1LE:HB 9:1:52:VAL:HG13 1.76 0.68
14:2:10(A):ASP:CA 14:2:10(A):ASP:O 2.41 0.68
10:J:144:PRO:HG3 11:Y:207:ASN:ND2 2.09 0.68
12:7:140:ASN:N 12:7:140:ASN:C 2.47 0.68
5:E:97:ASN:HD21 12:L:61:ASN:ND2 1.92 0.67
5:5:52:LYS:HB3 5:5:63:TYR:O 1.93 0.67
8:H:159:ILE:O 8:H:163:ILE:HD12 1.95 0.67
5:5:97:ASN:ND2 12:7:61:ASN:HD21 1.93 0.67
11:Y:210:ILE:HB 16:Y:1150:HOH:O 1.94 0.67
1:A:232:ARG:HG3 1:A:232:ARG:HH11 1.58 0.67
13:1:87:-MET:C 13:1:87:MET:N 2.48 0.67
14:2:10(A):ASP:O 14:2:10(B):LYS:N 2.26 0.67
10:J:85:GLN:HB3 16:J:201:HOH:O 1.93 0.67
13:M:104:VAL:HG23 13:M:178:1LE:HG22 1.76 0.67
5:5:73:HIS:HE1 5:5:107:LEU:O 1.77 0.67
5:5:132:TYR:O 5:5:153:PRO:HB3 1.95 0.67
10:X:52: THR:HG22 10:X:53:VAL:N 2.08 0.67
5:E:18(C):PHE:HA 5:E:18(F):ILE:HG12 1.75 0.67
11:K:207:ASN:ND2 10:X:144:PRO:CG 2.57 0.67
&:V:78:SER:O 8:V:82:MET:HG3 1.93 0.67
13:1:96: TRP:CA 13:1:96: TRP:O 2.42 0.67
1:A:124:THR:CG2 2:B:130:ARG:HH21 2.08 0.67
3:Q:40:VAL:HG12 3:Q:162:ALA:HB1 1.77 0.67
6:F:69:VAL:HG12 16:F:319:HOH:O 1.93 0.67
6:T:35: THR:HG21 6:T:51:GLU:O 1.95 0.66
1:0:20:LYS:HE3 1:0:25:ASP:0OD1 1.95 0.66
1:A:20:LYS:HE3 1:A:25:ASP:OD1 1.96 0.66
5:E:73:HIS:HE1 5:E:107:LEU:O 1.78 0.66
9:1:43:LEU:HD21 9:1:45:ILE:HD11 1.76 0.66
13:M:211:1LE:HD11 14:2:36:ARG:HD3 1.75 0.66
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4:R:160:TYR:CE2 4:R:163:LYS:HD3 2.30 0.66
2:B:219:GLU:HG2 2:B:21(E):VAL:H 1.60 0.66
3:C:71:ASP:HA 10:J:68:ILE:HD13 1.77 0.66
11:K:1:THR:HA 11:K:33:LYS:HZ3 1.56 0.66
7:U:7T7:VAL:HG12 7:U:137:-THR:HB 1.78 0.66
5:5:143:LYS:HE3 16:1:722:HOH:O 1.94 0.66
8:V:196:VAL:HG23 16:V:652:HOH:O 1.94 0.66
3:C:33:ARG:NH1 3:C:33:ARG:HB2 2.10 0.66
5:E:190:1ILE:HG23 5:E:212:1LE:HD13 1.77 0.66
2:P:152:ASN:HB2 2:P:153:PRO:HD2 1.76 0.66
6:T:35: THR:HG23 6:T:51:GLU:HB3 1.77 0.66
13:1:41:THR:OG1 13:1:76:PRO:HG3 1.96 0.66
13:1:179:ASP:HB3 13:1:18(A):THR:OG1 1.96 0.66
14:2:84:LYS:HG3 14:2:119:VAL:CG2 2.26 0.66
13:1:67:ALA:HB3 16:1:1339:HOH:O 1.95 0.66
4:D:177:-LEU:HD13 5:E:58.LEU:HD11 1.78 0.66
6:F:35: THR:HG21 6:F:51:GLU:O 1.95 0.66
6:T:38:ILE:HG22 6:T:164:ALA:CB 2.26 0.66
5:5:92.LEU:HD11 5:S:112:ALA:HB1 1.77 0.66
5:5:70:CYS:SG 5:5:92:LEU:HD23 2.36 0.66
3:Q:163:GLN:HE21 3:Q:163:GLN:CA 2.09 0.65
13:1:167:ALA:N 13:1:167:ALA:C 2.49 0.65
13:1:7:LYS:HG3 13:1:14(G):ILE:HD12 1.77 0.65
7:G:77:-VAL:HG12 7:G:137:.THR:HB 1.78 0.65
9:W:43:LEU:CD2 9:W:45:1LE:HD11 2.27 0.65
13:1:8:TYR:CE2 13:1:148:VAL:HG22 2.32 0.65
10:J:32:ASP:0OD2 10:J:34: THR:HG22 1.96 0.65
16:J:876:HOH:O 10:X:25:SER:OG 2.13 0.65
11:K:53:GLN:HE22 12:1:119:TYR:H 1.45 0.65
11:Y:142:TYR:O 11:Y:143:LYS:HD2 1.96 0.65
5:E:104:ASN:HB2 13:M:81:GLU:HG2 1.78 0.65
3:C:160: TRP:CE2 4:D:59:LEU:HD23 2.32 0.65
5:E:92:LEU:HD11 5:E:112:ALA:HB1 1.78 0.65
1:0:225:THR:0G1 1:0:228:GLU:HG3 1.96 0.65
3:C:163:GLN:HE21 3:C:163:GLN:CA 2.08 0.64
4:D:160:TYR:CE2 4:D:163:LYS:HD3 2.33 0.64
12:1:4:LEU:CD1 12:1:138:LEU:HD21 2.26 0.64
4:R:121:LEU:HD13 5:5:130:ARG:HH21 1.61 0.64
2:B:121:GLN:O 2:B:124:THR:HB 1.97 0.64
3:C:40:VAL:HG12 3:C:162:ALA:HB1 1.78 0.64
6:F:35: THR:HG23 6:F:51:GLU:HB3 1.77 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
11:K:10(B):LYS:H 11:K:10(B):LYS:CD 1.92 0.64
7:U:227:GLU:HG2 16:U:1255:HOH:O 1.96 0.64
5:E:207:LEU:HA 5:E:2(E):ASN:ND2 2.12 0.64
12:7:4:LEU:CD1 12:7:138:LEU:HD21 2.26 0.64
5:E:12:. THR:HG21 5:E:124:THR:HA 1.80 0.64
5:E:54:ASN:ND2 5:E:56:ASP:O 2.29 0.64
5:E:70:CYS:SG 5:E:92:LEU:HD23 2.36 0.64
11:K:142: TYR:O 11:K:143:LYS:HD2 1.96 0.64
5:E:201:LEU:HD11 5:E:207:LEU:CD2 2.27 0.64
9:1:43:LEU:CD2 9:1:45:ILE:HD11 2.28 0.64
11:K:143:LYS:O 11:K:146:LEU:HD13 1.97 0.64
13:M:8:TYR:CE2 13:M:148:VAL:HG22 2.31 0.64
5:5:107:LEU:HD12 16:S:1319:HOH:O 1.98 0.64
5:S:15:PHE:HB2 6:T:23:GLN:NE2 2.13 0.64
2:B:152:ASN:HB2 2:B:153:PRO:CD 2.28 0.64
2:P:101:LYS:NZ 10:X:85:GLN:HE22 1.96 0.64
2:P:101:LYS:NZ 10:X:85:GLN:NE2 2.45 0.64
5:5:201:LEU:HD11 5:5:207:LEU:CD2 2.27 0.64
6:T:237:GLN:O 6:T:240:ILE:HG22 1.97 0.64
2:B:107:ILE:HD11 2:B:111:1ILE:HG22 1.80 0.64
5:E:132:TYR:O 5:E:153:PRO:HB3 1.98 0.64
6:T:158: TRP:CZ3 7:U:64:VAL:HA 2.33 0.64
11:Y:174:ASN:HD21 11:Y:189:ASN:HD22 1.46 0.64
12:7:173:LEU:HB2 12:7:191:LEU:HD11 1.79 0.64
3:C:185:THR:HG22 3:C:187:GLU:N 2.09 0.63
10:J:69:ARG:HD2 16:J:514:HOH:O 1.99 0.63
13:M:41:THR:0G1 13:M:76:PRO:HG3 1.99 0.63
1:0:86:ARG:HE 7:U:118:ASN:ND2 1.95 0.63
8:V:84:LYS:HG3 8:V:85:GLN:N 2.14 0.63
9:-W:6:MET:HE3 9:W:155:1ILE:HA 1.79 0.63
14:N:112: THR:HG22 14:N:120:HIS:HB2 1.79 0.63
8:V:81:GLN:O 8:V:85:GLN:HG3 1.97 0.63
3:Q:33:ARG:CB 3:Q:33:ARG:HH11 2.11 0.63
9:W:6:MET:HE3 9:W:155:1LE:HG13 1.81 0.63
2:P:121:GLN:HG3 3:Q:83:ALA:HB1 1.81 0.63
5:S:207:LEU:HA 5:S:2(E):ASN:ND2 2.13 0.63
2:B:181:LYS:O 2:B:184:MET:HG3 1.98 0.63
4:D:45:GLY:HA2 4:D:146:TYR:CE1 2.34 0.63
5:E:52:LYS:HB3 5:E:63:TYR:O 1.98 0.63
7:G:170:GLN:HE21 7:G:174: THR:HG23 1.64 0.63
10:J:144:PRO:CG 11:Y:207:ASN:ND2 2.60 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
1:0:58:LEU:HD12 7:U:173: THR:HG23 1.81 0.63
14:2:89:GLU:OE1 14:2:89:GLU:HA 1.96 0.63
14:N:36:ARG:HD3 13:1:211:1ILE:HD11 1.81 0.63
3:Q:185:THR:HG22 3:Q:187:GLU:N 2.10 0.63
13:1:76:PRO:HD2 13:1:105:GLN:OE1 1.99 0.63
5:E:97:ASN:ND2 12:L:61:ASN:HD21 1.97 0.63
12:1:114:ASP:CB 12:1L:118:SER:HB3 2.29 0.63
13:M:179:ASP:HB3 13:M:18(A):THR:OG1 1.98 0.63
2:P:185:LYS:HE2 2:P:187:ASP:OD1 1.99 0.63
4:R:185:THR:0OG1 4:R:188:GLU:HG3 1.99 0.63
2:B:185:LYS:HE2 2:B:187:ASP:OD1 1.99 0.62
3:C:195:ARG:HD3 16:C:1019:HOH:O 1.99 0.62
5:E:95:GLN:HG3 5:E:115:LEU:HD13 1.81 0.62
7:G:18(G):GLU:HG2 7:G:188:LYS:CB 2.29 0.62
12:7:114:ASP:CB 12:7:118:SER:HB3 2.28 0.62
6:F:36: THR:HG22 6:F:51:GLU:OE2 2.00 0.62
5:5:104:ASN:HB2 13:1:81:GLU:HG2 1.81 0.62
8:V:159:ILE:O 8:V:163:ILE:HD12 1.99 0.62
13:1:152:GLU:O 13:1:156: VAL:HG23 1.99 0.62
14:2:112: THR:HG22 14:2:120:HIS:HB2 1.80 0.62
7:U:38:LEU:HD23 7:U:197:-MET:HE3 1.81 0.62
1:A:186:LEU:O 1:A:190:ILE:HG13 1.99 0.62
6:F:51:GLU:OE1 6:F:53:LEU:HD21 1.99 0.62
8:H:84:LYS:HG3 8:H:85:GLN:N 2.13 0.62
11:K:174:ASN:HD21 11:K:189:ASN:HD22 1.45 0.62
1:0:62:GLU:C 1:0:64:LEU:H 2.03 0.62
8:H:29:LYS:HE2 12:7:165:ARG:NH2 2.14 0.62
12:L:173:LEU:HB2 12:1.:191:LEU:HD11 1.82 0.62
2:P:121:GLN:O 2:P:124:THR:HB 1.98 0.62
4:D:185:THR:0G1 4:D:188:GLU:HG3 1.99 0.62
13:M:152:GLU:O 13:M:156:VAL:HG23 1.99 0.62
2:P:219:GLU:HG2 2:P:21(E):VAL:H 1.62 0.62
5:E:82:ALA:HB3 5:E:83:PRO:HD3 1.81 0.62
6:F:38:ILE:HG22 6:F:164:ALA:CB 2.28 0.62
9:1:160:LEU:HD11 9:I:191:MET:HB3 1.80 0.62
1:0:33:GLN:HE21 1:0:33:GLN:CA 2.12 0.62
5:5:95:GLN:HG3 5:5:115:LEU:HD13 1.81 0.62
1:A:62:GLU:C 1:A:64:LEU:H 2.03 0.62
7:G:72:ARG:HB3 16:G:1063:HOH:O 1.99 0.62
13:M:40:ASN:H 13:M:40:ASN:ND2 1.97 0.62
10:X:38:SER:HB2 10:X:39:PRO:HD2 1.82 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
11:Y:1:THR:HA 11:Y:33:LYS:HZ3 1.65 0.62
13:1:14(C):ARG:HH11 13:1:14(C):ARG:CG 2.11 0.62
10:J:26:VAL:HG23 10:X:165:ARG:O 1.98 0.62
3:Q:106:PRO:HG2 3:Q:143:PRO:HG3 1.82 0.62
4:R:45:GLY:HA2 4:R:146:TYR:CE1 2.33 0.62
5:S:82:ALA:HB3 5:5:83:PRO:HD3 1.82 0.62
3:C:106:PRO:HG2 3:C:143:PRO:HG3 1.80 0.61
11:K:196:PHE:CE1 9:W:193:GLN:HG3 2.35 0.61
2:P:185:LYS:HD3 2:P:186:VAL:N 2.15 0.61
6:T:36:THR:HG22 6:T:51:GLU:OE2 2.00 0.61
14:2:176:VAL:HG12 14:2:178:LEU:HD13 1.80 0.61
2:B:185:LYS:HD3 2:B:186:VAL:N 2.15 0.61
3:C:41:LYS:HG2 3:C:161:SER:O 2.00 0.61
4:D:207:LEU:CD2 4:D:233:ILE:HD12 2.31 0.61
8:H:78:SER:O 8:H:82:MET:HG3 2.00 0.61
7:U:72:ARG:HB2 7:U:72:ARG:NH1 2.15 0.61
6:F:38:ILE:HG12 6:F:197:ILE:HD11 1.82 0.61
11:Y:143:LYS:O 11:Y:146:LEU:HD13 1.98 0.61
14:N:176:VAL:HG12 14:N:178:LEU:HD13 1.81 0.61
5:S5:54:ASN:ND2 5:5:56:ASP:O 2.33 0.61
6:T:38:ILE:HG12 6:T:197:ILE:HD11 1.82 0.61
8:H:81:GLN:O 8:H:85:GLN:HG3 2.01 0.61
14:N:89:GLU:OE1 14:N:89:GLU:HA 2.00 0.61
9:W:160:LEU:HD11 9:W:191:MET:HB3 1.81 0.61
13:1:71(C):GLU:C 13:1:71(C):GLU:N 2.54 0.61
13:1:208:THR:C 13:1:208: THR:N 2.53 0.61
14:2:36:ARG:HG3 14:2:42:TRP:CE2 2.36 0.61
9:1:193:GLN:HG3 11:Y:196:PHE:CE1 2.36 0.61
13:M:76:PRO:HD2 13:M:105:GLN:OE1 2.00 0.61
1:0:186:LEU:O 1:0:190:1ILE:HG13 2.00 0.61
3:Q:226:SER:HB2 3:Q:227:GLU:OE1 2.00 0.61
5:5:139:ILE:HG22 5:5:148:LEU:HD13 1.82 0.61
11:Y:180:GLU:HB3 16:Y:812:HOH:O 1.99 0.61
1:A:225:THR:0G1 1:A:228:GLU:HG3 2.01 0.61
12:1:98:HIS:HD2 16:L:200:HOH:O 1.82 0.61
12:1:109:ALA:HB2 12:1:121:ARG:NH2 2.15 0.61
7:U:107:-MET:HE1 7:U:112:LEU:HD13 1.81 0.61
6:F:237:GLN:O 6:F:240:1LE:HG22 2.01 0.60
11:K:208:ASN:ND2 11:K:209:VAL:N 2.48 0.60
2:P:121:GLN:CG 3:Q:83:ALA:HB1 2.31 0.60
3:C:33:ARG:CB 3:C:33:ARG:HH11 2.13 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:207:LEU:C 4:D:207:LEU:HD23 2.22 0.60
3:Q:71:ASP:HA 10:X:68:ILE:HD13 1.83 0.60
4:R:53:ARG:O 4:R:53:ARG:HG2 2.01 0.60
5:5:12:THR:HG21 5:5:124: THR:HA 1.82 0.60
5:5:207:LEU:HD23 5:5:207:LEU:N 2.11 0.60
3:C:13:SER:O 4:D:130:ARG:HD3 2.01 0.60
2:P:152:ASN:HB2 2:P:153:PRO:CD 2.31 0.60
4:R:207:-LEU:CD2 4:R:233:1LE:HD12 2.30 0.60
5:5:86:ARG:HH11 5:5:86:ARG:HG3 1.65 0.60
9:W:137:-MET:HE3 9:W:141:LEU:HD11 1.82 0.60
15:Y:300:EP9:H36 15:Y:300:EP9:01 2.01 0.60
9:1:9:LYS:HD3 9:1:145:ASN:HD22 1.66 0.60
12:L:-7:ASN:ND2 12:L:-5:TYR:H 2.00 0.60
13:M:14(C):ARG:HH11 | 13:M:14(C):ARG:CG 2.12 0.60
3:Q:14:1LE:H 3:Q:14:1LE:HD13 1.67 0.60
4:R:186:LEU:O 4:R:190:GLU:HG3 2.01 0.60
14:N:36:ARG:HG3 14:N:42: TRP:CE2 2.36 0.60
2:B:149:TYR:OH 3:C:62(A):ILE:HB 2.02 0.60
15:K:300:EP9:01 15:K:300:EP9:H36 2.01 0.60
2:P:107:ILE:HD11 2:P:111:.1LE:HG22 1.82 0.60
3:C:163:GLN:HE22 3:C:173:ARG:HE 1.50 0.60
3:C:185: THR:HG22 3:C:186:VAL:N 2.17 0.60
3:C:206:GLY:HA3 3:C:209:ASN:HB2 1.84 0.60
4:D:45:GLY:HA2 4:D:146:TYR:CD1 2.37 0.60
12:1L:165:ARG:NH2 8:V:29:LYS:HE2 2.16 0.60
4:R:175:GLU:HB3 4:R:196:ILE:HD13 1.84 0.60
6:T:51:GLU:OE1 6:T1T:53:LEU:HD21 2.01 0.60
7:U:170:GLN:HE21 7:U:174:THR:HG23 1.67 0.60
9:W:9:LYS:HD3 9:W:145:ASN:HD22 1.66 0.60
3:C:106:PRO:HG2 3:C:143:PRO:CG 2.32 0.60
5:E:28:LEU:HA 5:E:31:1ILE:HD13 1.83 0.60
2:P:181:LYS:O 2:P:184:MET:HG3 2.02 0.60
3:Q:71:ASP:HA 10:X:68:ILE:CD1 2.32 0.60
1:A:86:ARG:HE 7:G:118:ASN:HD21 1.50 0.59
12:1:90:LYS:HE3 12:1.:93:PHE:O 2.02 0.59
6:T:192:GLN:HE21 6:T:195:LYS:CE 2.15 0.59
7:U:217:LYS:HA 7:U:217:LYS:HE3 1.85 0.59
3:C:226:SER:HB2 3:C:227:GLU:OE1 2.01 0.59
14:N:163:1ILE:HG23 14:N:170:GLY:HA2 1.84 0.59
13:1:40:ASN:H 13:1:40:ASN:ND2 1.98 0.59
13:1:40:ASN:HD22 13:1:40:ASN:N 1.90 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
14:2:163:ILE:HG23 14:2:170:GLY:HA2 1.84 0.59
2:B:141:TYR:CD1 2:B:21(E):VAL:HG21 2.38 0.59
5:E:139:ILE:HG22 5:E:148:LEU:HD13 1.85 0.59
4:R:207:LEU:HD23 4:R:207:LEU:C 2.22 0.59
3:C:57:LYS:O 3:C:58:LEU:HB2 2.02 0.59
6:T:38:ILE:HG22 6:T:164:ALA:HB2 1.84 0.59
12:L:177:ILE:HD12 12:L:177:ILE:N 2.17 0.59
10:J:-1:MET:HG2 10:J:1:ASP:N 2.11 0.59
3:Q:197:LEU:O 3:Q:201:VAL:HG23 2.03 0.59
3:C:158:SER:HB2 4:D:59:LEU:HD21 1.84 0.59
2:P:101:LYS:HZ2 10:X:85:GLN:HE22 1.51 0.59
3:C:175:PHE:O 3:C:179:ASN:HB2 2.03 0.59
10:J:100:LEU:CD2 10:J:112:GLN:HG3 2.33 0.59
14:N:14:LEU:HD11 14:N:102:ALA:HB3 1.84 0.59
8:V:52:THR:O 8:V:56: THR:HB 2.03 0.59
12:7:14(I1): THR:HG21 12:7:14(M):VAL:HB 1.84 0.59
2:P:239: THR:HG22 2:P:239: THR:OXT 2.03 0.59
13:1:14(D):GLU:O 13:1:14(G):ILE:HG12 2.03 0.58
5:E:86:ARG:HH11 5:E:86:ARG:HG3 1.68 0.58
7:G:34(A):ASN:HD22 7:G:167:PRO:HG2 1.67 0.58
7:G:118:ASN:O 7:G:122:ILE:HD12 2.03 0.58
4:R:45:GLY:HA2 4:R:146:TYR:CD1 2.38 0.58
11:Y:10(A):ARG:HB3 11:Y:10(B):LYS:HE3 1.85 0.58
7:U:151: THR:HG22 7:U:157:-TYR:HB2 1.85 0.58
10:X:100:LEU:CD2 10:X:112:GLN:HG3 2.33 0.58
12:7:120:GLU:OE1 12:7:120:GLU:OE2 2.20 0.58
2:B:124: THR:HG22 3:C:130:ARG:NH2 2.10 0.58
6:F:192:GLN:HE21 6:F:195:LYS:CE 2.16 0.58
8:H:52:THR:O &:H:56: THR:HB 2.04 0.58
3:Q:69:LYS:HB2 16:Q:814:HOH:O 2.02 0.58
7:U:186:TRP:O 7:U:190:VAL:HG23 2.02 0.58
3:C:14:ILE:HD13 3:C:14:ILE:H 1.68 0.58
9:I.:6:MET:HE3 9:1:155:ILE:CA 2.31 0.58
10:J:144:PRO:HD3 11:Y:207:ASN:ND2 2.18 0.58
12:L:14(I): THR:HG21 12:L:14(M):VAL:HB 1.85 0.58
5:5:35:SER:HB3 5:5:66:LYS:NZ 2.19 0.58
12:7:90:LYS:HE3 12:7:93:PHE:O 2.02 0.58
5E:74MET:HE2 5:E:109:VAL:HG22 1.84 0.58
9:I.6:MET:-HE3 9:1:155:ILE:HG13 1.85 0.58
3:Q:185: THR:HG22 3:Q:186:VAL:N 2.18 0.58
7:U:18(G):GLU:HG2 7:U:188:LYS:CB 2.30 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
10:J:165:ARG:O 10:X:26:VAL:HG23 2.03 0.58
3:Q:160: TRP:CE2 4:R:59:LEU:HD23 2.38 0.58
7:U:34(A):ASN:HD22 7:U:167:PRO:HG2 1.68 0.58
11:Y:200:LYS:HE2 16:Y:772:HOH:O 2.04 0.58
5:E:207:LEU:HD23 5:E:207:LEU:N 2.13 0.58
11:K:10(A):ARG:HB3 11:K:10(B):LYS:HE3 1.85 0.58
2:P:65:GLU:HG3 2:P:66:LYS:HG3 1.86 0.58
3:Q:55: THR:HG22 3:Q:56:LEU:HD22 1.86 0.58
12:7:177:ILE:HD12 12:72:177:1ILE:N 2.19 0.58
10:J:168:MET:HE3 10:X:168: MET:HE3 1.86 0.58
1:0:24:ILE:HD12 1:0:154:SER:HA 1.86 0.58
7:G:151: THR:HG22 7:G:157:TYR:HB2 1.86 0.58
10:X:12:VAL:CG2 10:X:108:PRO:HB2 2.33 0.58
12:7:109:ALA:HB2 12:7:121:ARG:NH2 2.19 0.57
10:J:168:MET:HG2 10:X:168:MET:CE 2.35 0.57
12:7:114:ASP:HB2 12:7:118:SER:HB3 1.84 0.57
7:G:217:LYS:HA 7:G:217:LYS:HE3 1.86 0.57
10:J:38:SER:HB2 10:J:39:PRO:HD2 1.85 0.57
10:J:52:THR:CG2 10:J:53:VAL:N 2.67 0.57
5:S5:134:VAL:O 5:5:153:PRO:HG3 2.04 0.57
12:7:19:ARG:NE 12:7:171:ASP:0OD2 2.34 0.57
2:B:121:GLN:CG 3:C:83:ALA:HBI1 2.33 0.57
3:C:55: THR:HG22 3:C:56:LEU:HD22 1.86 0.57
7:G:72:ARG:NH1 7:G:72:ARG:HB2 2.19 0.57
11:K:1: THR:HG22 11:K:2:THR:N 2.18 0.57
12:1:14(C):GLN:HG2 8:V:210:THR:CG2 2.35 0.57
3:Q:106:PRO:HG2 3:Q:143:PRO:CG 2.34 0.57
9:W:178:ILE:HG23 9:W:184:VAL:HG22 1.85 0.57
2:B:239: THR:HG22 2:B:239: THR:OXT 2.05 0.57
10:J:168:MET:CE 10:X:168: MET:HG2 2.33 0.57
6:T:203:GLU:O 6:T:206:LYS:HD2 2.04 0.57
2:B:121:GLN:HG3 3:C:83:ALA:HBI1 1.85 0.57
5:E:198:SER:HA 5:E:201:LEU:HG 1.86 0.57
4:R:15:PHE:HB2 5:5:23:GLN:OE1 2.04 0.57
10:X:44:SER:OG 10:X:100:LEU:HB2 2.04 0.57
3:C:197:LEU:O 3:C:201:VAL:HG23 2.05 0.57
5:E:35:SER:HB3 5:E:66:LYS:NZ 2.19 0.57
1:0:57:PRO:HG2 7:U:177:GLU:HG2 1.87 0.57
3:Q:57:LYS:O 3:Q:58:LEU:HB2 2.04 0.57
5:5:68:.1LE:HB 5:5:76:LEU:CD2 2.35 0.57
5:5:18(C):PHE:HA 5:S:18(F):ILE:CG1 2.34 0.57
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7:U:232:ARG:HA 7:U:232:ARG:NE 2.20 0.57
8:V:128:GLY:0O 8:V:131:SER:HB2 2.05 0.57
2:B:65:GLU:HG3 2:B:66:LYS:HG3 1.86 0.57
4:D:53:ARG:O 4:D:53:ARG:HG2 2.04 0.57
3:Q:41:LYS:HG2 3:Q:161:SER:O 2.04 0.57
8:V:156:SER:O 8:V:160:GLN:HG3 2.04 0.57
13:1:150:VAL:HG21 16:1:323:HOH:O 2.04 0.57
3:Q:52:ARG:HB2 3:Q:209:ASN:HA 1.86 0.57
3:Q:163:GLN:HE22 3:Q:173:ARG:HE 1.53 0.57
7:G:136:LEU:O 7:G:150:LYS:HA 2.05 0.57
8:H:165:ASN:OD1 13:1:136:PRO:HA 2.04 0.57
5:S:123:ASN:HD22 5:S5:123:ASN:N 2.03 0.57
10:X:52: THR:HG22 10:X:53:VAL:H 1.70 0.57
2:B:49:ALA:HB2 2:B:212:PHE:CE1 2.39 0.56
14:N:85:GLU:O 14:N:89:GLU:HB2 2.05 0.56
3:Q:206:GLY:HA3 3:Q:209:ASN:HB2 1.86 0.56
5:S5:198:SER:HA 5:5:201:LEU:HG 1.87 0.56
8:V:34:LEU:HB2 16:V:578:HOH:O 2.05 0.56
5:E:18(C):PHE:HA 5:E:18(F):ILE:CG1 2.35 0.56
6:F:136:THR:HB 16:F:1005:HOH:O 2.05 0.56
7:G:186: TRP:O 7:G:190:VAL:HG23 2.06 0.56
10:J:133:TYR:CE1 16:J:876:HOH:O 2.53 0.56
11:K:180:GLU:CB 16:K:924:HOH:O 2.53 0.56
2:P:49:ALA:HB2 2:P:212:PHE:CE1 2.39 0.56
16:R:886:HOH:O 12:7:70:HIS:HE1 1.87 0.56
11:Y:208:ASN:ND2 11:Y:209:VAL:N 2.53 0.56
1:A:24:ILE:HD12 1:A:154:SER:HA 1.87 0.56
4:D:175:GLU:HB3 4:D:196:1ILE:HD13 1.87 0.56
5:E:123:ASN:N 5:E:123:ASN:HD22 2.02 0.56
7:G:87:ASN:C 7:G:87:ASN:HD22 2.09 0.56
9:I:137:-MET:HE3 9:1:141:LEU:HD11 1.87 0.56
2:P:141:TYR:CD1 2:P:21(E):VAL:HG21 2.40 0.56
3:Q:175:PHE:O 3:Q:179:ASN:HB2 2.05 0.56
4:R:75:GLY:HA3 4:R:221:PHE:CD2 2.40 0.56
5:S5:28:LEU:HA 5:S:31:1LE:HD13 1.86 0.56
10:X:52: THR:CG2 10:X:53:VAL:N 2.68 0.56
12:7:-7:ASN:ND2 12:7:-7:ASN:CA 2.68 0.56
14:2:21: THR:HG22 14:2:26:ILE:HA 1.87 0.56
1:A:33:GLN:HE21 1:A:33:GLN:CA 2.14 0.56
2:P:38:ILE:HD12 2:P:197.LEU:HG 1.88 0.56
7:U:35:1ILE:HG23 7:U:51:GLN:HB2 1.87 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:38:ILE:HD12 2:B:197:LEU:HG 1.88 0.56
7:G:158:VAL:HG22 7:G:159:GLY:N 2.21 0.56
1:0:118:LYS:HE2 1:0:122:GLU:OE1 2.06 0.56
7:U:87:ASN:C 7:U:87:ASN:HD22 2.09 0.56
12:7:35:PHE:O 12:7:42:VAL:HA 2.05 0.56
5:E:134:VAL:O 5:E:153:PRO:HG3 2.04 0.56
5:E:2(C):VAL:HA 5:E:233:ILE:HD11 1.88 0.56
5:S:111:ARG:HG2 5:S:111:ARG:HH11 1.71 0.56
2:B:159:GLY:HA3 3:C:62(A):ILE:HD12 1.88 0.56
5:E:2(C):VAL:HG13 5:E:2(D):ASP:N 2.20 0.56
10:J:143:ARG:O 10:J:146:MET:HG3 2.05 0.56
14:N:14:LEU:O 14:N:175:MET:HA 2.05 0.56
4:R:24:VAL:O 4:R:27:SER:HB3 2.05 0.56
5:S:18(D):ILE:HG23 5:S:18(E):LYS:HG3 1.87 0.56
6:T:192:GLN:HE21 6:T:195:LYS:HE3 1.71 0.56
8:H:156:SER:O &:H:160:GLN:HG3 2.06 0.56
12:L:-7:ASN:HD22 12:L:-7:ASN:C 2.09 0.56
3:Q:65:SER:HB2 16:Q:303:HOH:O 2.06 0.56
5:5:2(C):VAL:HG13 5:5:2(D):ASP:N 2.20 0.56
12:7:129:ALA:HB1 12:7:166:HIS:CE1 2.41 0.56
5:E:68:ILE:HB 5:E:76:LEU:CD2 2.35 0.55
6:F:38:ILE:HG22 6:F:164:ALA:HB2 1.88 0.55
7:U:170:GLN:NE2 7:U:174: THR:HG23 2.21 0.55
14:2:14:LEU:O 14:2:175:MET:HA 2.06 0.55
3:C:177:GLU:OE2 4:D:57:PRO:HD2 2.06 0.55
7:G:232:ARG:NE 7:G:232:ARG:HA 2.21 0.55
11:K:1: THR:CG2 11:K:3:THR:HG23 2.36 0.55
11:K:7:ARG:HH11 11:K:108:PRO:HB2 1.71 0.55
14:N:66:TYR:CD2 14:N:74:PRO:HB3 2.42 0.55
2:P:224.PHE:N 2:P:224:PHE:CD2 2.75 0.55
5:5:136:LEU:HB2 5:5:151:PHE:HB3 1.89 0.55
2:B:15:PHE:H 3:C:23:GLN:NE2 1.98 0.55
2:B:215:ILE:HG12 2:B:221:GLN:HG2 1.88 0.55
7:G:35:1LE:HG23 7:G:51:GLN:HB2 1.88 0.55
10:J:24:1ILE:CD1 10:X:129:TYR:HB3 2.32 0.55
13:M:14(D):GLU:O 13:M:14(G):ILE:HG12 2.06 0.55
5:5:74:MET:HE2 5:5:109:VAL:HG22 1.88 0.55
14:2:66: TYR:CD2 14:2:74:PRO:HB3 2.41 0.55
1:A:86:ARG:HE 7:G:118:ASN:ND2 2.04 0.55
2:B:21:LEU:HD13 2:B:124: THR:HG23 1.87 0.55
4:D:24:VAL:O 4:D:27:SER:HB3 2.06 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
6:T:159:GLY:HA3 7:U:63: THR:HG21 1.88 0.55
12:1.:114:ASP:HB2 12:1:118:SER:HB3 1.88 0.55
4:R:177:LEU:HD22 5:S:58:LEU:HD13 1.87 0.55
7:U:39:ALA:HB2 7:U:48:VAL:HG12 1.88 0.55
7:U:118:ASN:O 7:U:122:ILE:HD12 2.05 0.55
11:Y:4:LEU:CD1 11:Y:159:ILE:HG12 2.37 0.55
5:E:227.:GLU:CD 5:E:227:GLU:N 2.60 0.55
2:P:215:1ILE:HG12 2:P:221:GLN:HG2 1.89 0.55
10:X:112:GLN:NE2 10:X:126:ALA:H 2.04 0.55
3:C:35:THR:HB 3:C:51:GLU:HG3 1.88 0.55
7:G:39:ALA:HB2 7:G:48:VAL:HG12 1.89 0.55
7:G:170:GLN:NE2 7:G:174: THR:HG23 2.21 0.55
8:H:147:THR:0OG1 8:H:150:GLU:HG3 2.07 0.55
9:1:178:ILE:HG23 9:1:184:VAL:HG22 1.88 0.55
10:J:12:VAL:CG2 10:J:108:PRO:HB2 2.35 0.55
4:R:196:1LE:O 4:R:200:VAL:HG22 2.07 0.55
12:7:14:LEU:HD13 12:7:34:VAL:HG13 1.86 0.55
1:A:118:LYS:HE2 1:A:122:GLU:OE1 2.07 0.55
4:D:75:GLY:HA3 4:D:221:PHE:CD2 2.41 0.55
6:F:12: ASN:HB2 16:F:574:HOH:O 2.07 0.55
6:F:158: TRP:CZ3 7:G:64:VAL:HA 2.42 0.55
10:J:44:SER:OG 10:J:100:LEU:HB2 2.07 0.55
12:L:-7:ASN:HD22 12:L:-6:PRO:HD2 1.72 0.55
7:U:136:LEU:O 7:U:150:LYS:HA 2.06 0.55
11:Y:7:ARG:HH11 11:Y:108:PRO:HB2 1.71 0.55
4:D:186:LEU:O 4:D:190:GLU:HG3 2.07 0.55
6:F:11:SER:HB3 6:F:14:VAL:HG23 1.88 0.55
10:J:133:TYR:CZ 16:J:876:HOH:O 2.60 0.55
10:J:168:MET:CE 10:X:168:MET:CE 2.85 0.55
13:M:40:ASN:HD22 13:M:40:ASN:N 1.90 0.55
5:5:227:GLU:CD 5:5:227:GLU:N 2.60 0.55
2:B:202: THR:CG2 2:B:204:SER:HB2 2.36 0.54
16:1:230:HOH:O 11:Y:166:ASP:O 2.18 0.54
10:J:52: THR:HG22 10:J:53:VAL:H 1.68 0.54
8:H:210:THR:CG2 12:7:14(C):GLN:HG2 2.37 0.54
2:P:21:LEU:HD13 2:P:124: THR:HG23 1.89 0.54
9:W:14:1LE:HG23 9:W:34:ILE:HD13 1.89 0.54
11:Y:32:LYS:N 11:Y:32:LYS:HD?2 2.22 0.54
4:D:207:LEU:HD23 4:D:208:ASP:N 2.23 0.54
5:E:18(D):ILE:HG23 5:E:18(E):LYS:HG3 1.88 0.54
14:N:21: THR:HG22 14:N:26:1ILE:HA 1.89 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
3:Q:112:LEU:O 3:Q:116:VAL:HG23 2.08 0.54
12:L:35:PHE:O 12:1:42:VAL:HA 2.08 0.54
13:M:205:GLY:HA3 13:M:209:GLN:HB3 1.90 0.54
2:P:186:VAL:O 2:P:190:1ILE:HG13 2.08 0.54
3:Q:35:'THR:HB 3:Q:51:GLU:HG3 1.89 0.54
3:Q:168:ASN:O 3:Q:172:VAL:HG12 2.08 0.54
13:1:35:ILE:HG12 13:1:56:GLU:HG2 1.90 0.54
12:1.:129:ALA:HB1 12:1.:166:HIS:CE1 2.42 0.54
13:M:84:ALA:HA 13:M:113:VAL:HG21 1.90 0.54
13:M:211:1ILE:HD11 14:2:36:ARG:CD 2.36 0.54
2:P:202: THR:CG2 2:P:204:SER:HB2 2.37 0.54
6:T:11:SER:HB3 6:T:14:VAL:HG23 1.89 0.54
4:D:40:ILE:HG13 4:D:193:VAL:HG23 1.89 0.54
11:K:99:THR:CG2 11:K:113:VAL:HB 2.36 0.54
1:0:197:LEU:O 1:0:202:VAL:HG23 2.08 0.54
14:2:85:GLU:O 14:2:89:GLU:HB2 2.06 0.54
8:H:144:GLN:O 8:H:145:ASP:HB2 2.08 0.54
10:J:147: THR:OG1 10:J:150:GLU:HG3 2.08 0.54
11:K:208:ASN:ND2 9:W:29:ASN:CG 2.60 0.54
7:U:158:VAL:HG22 7:U:159:GLY:N 2.23 0.54
1:A:79:SER:HB2 1:A:165:ILE:HD12 1.90 0.54
4:D:112:LEU:C 4:D:112:LEU:HD13 2.27 0.54
11:K:4:LEU:CD1 11:K:159:ILE:HG12 2.37 0.54
14:N:136:GLY:CA 14:2:161:GLN:HE21 2.10 0.54
4:R:113:THR:HG23 4:R:138:ILE:HD12 1.90 0.54
5:5:2(C):VAL:HA 5:5:233:ILE:HD11 1.89 0.54
1:A:188:ASP:O 1:A:192:ILE:HG13 2.08 0.54
8:H:50:ALA:HB2 9:1:118:CYS:HB2 1.90 0.54
10:X:161:GLU:OE2 10:X:161:GLU:HA 2.07 0.54
2:B:224:PHE:N 2:B:224:PHE:CD2 2.75 0.54
4:D:196:ILE:O 4:D:200: VAL:HG22 2.08 0.54
11:K:137:VAL:HG21 11:K:161:ALA:HB2 1.90 0.54
12:L:-7:ASN:HD22 12:L:-6:PRO:CD 2.20 0.54
14:N:92:ASP:HB2 16:N:197:HOH:O 2.07 0.54
6:T:194:ALA:O 6:T:198:TYR:HD1 1.91 0.54
10:X:12:VAL:HG23 10:X:108:PRO:HB2 1.90 0.54
1:A:197:LEU:O 1:A:202:VAL:HG23 2.08 0.53
2:B:184:MET:HE3 2:B:188:ASP:HB3 1.91 0.53
2:B:186:VAL:O 2:B:190:ILE:HG13 2.07 0.53
3:C:105:ASP:0OD2 3:C:106:PRO:HD2 2.09 0.53
6:F:203:GLU:O 6:F:206:LYS:HD2 2.08 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
9:I:58:MET:O 9:1:61:TYR:HB3 2.07 0.53
14:N:104:TYR:OH 14:N:180:ALA:HB2 2.08 0.53
3:Q:13:SER:O 4:R:130:ARG:HD3 2.08 0.53
12:7:178:VAL:HG22 12:7:184:VAL:HG22 1.91 0.53
10:J:168:MET:CE 10:X:168: MET:HE3 2.38 0.53
1:0:27:ALA:O 1:0:31:VAL:HG23 2.08 0.53
9:W:55:LEU:CD1 9:W:97:VAL:HG21 2.38 0.53
14:2:104:TYR:OH 14:2:180:ALA:HB2 2.09 0.53
1:A:69:LEU:HD23 1:A:69:LEU:C 2.28 0.53
8:H:173:VAL:HB 8:H:192:LEU:HB2 1.89 0.53
12:1L:14:.LEU:HD13 12:L:34:VAL:HG13 1.90 0.53
3:Q:33:ARG:NH1 3:Q:33:ARG:CB 2.7 0.53
8:V:173:VAL:HB 8:V:192:LEU:HB2 1.89 0.53
13:1:84:ALA:HA 13:1:113:VAL:HG21 1.90 0.53
2:B:112:LEU:HD23 2:B:112:LEU:C 2.29 0.53
5:E:111:ARG:HG2 5:E:111:ARG:HH11 1.73 0.53
9:W:48:LEU:HG 9:W:50: THR:HG22 1.91 0.53
9:W:58:MET:O 9:W:61:TYR:HB3 2.08 0.53
12:7:145:TYR:CD1 12:7:146:LEU:N 2.76 0.53
14:2:20: THR:OG1 14:2:28:ASN:HB3 2.08 0.53
3:C:182:PRO:O 3:C:184:ALA:N 2.42 0.53
14:N:8:PHE:CE1 14:N:10:ASP:HB2 2.43 0.53
4:R:112:LEU:HD13 4:R:112:LEU:C 2.29 0.53
1:A:6:ASP:0D2 1:A:8:TYR:HB2 2.09 0.53
8:H:28:ASP:0OD1 &:H:31:CYS:HB3 2.08 0.53
12:L:-7:ASN:HD22 12:L:-6:PRO:N 2.07 0.53
14:N:20: THR:OG1 14:N:28:ASN:HB3 2.08 0.53
14:2:174:ARG:HD2 16:2:307:HOH:O 2.08 0.53
6:F:192:GLN:HE21 6:F:195:LYS:HE3 1.72 0.53
7:G:212:VAL:HB 7:G:224:LEU:HD12 1.91 0.53
7:U:107:-MET:CE 7:U:112:LEU:HD13 2.39 0.53
10:X:113:ILE:HA 10:X:118:THR:O 2.08 0.53
3:C:97:GLN:NE2 16:C:6:HOH:O 2.41 0.53
10:J:34: THR:HG21 10:J:176:LYS:NZ 2.24 0.53
13:M:40:ASN:ND2 13:M:40:ASN:N 2.56 0.53
7:U:109:CYS:HB3 16:U:1330:HOH:O 2.09 0.53
8:V:112:SER:OG 8:V:120:ASP:HB2 2.08 0.53
9:W:33:LYS:O 9:W:44:GLY:HA2 2.08 0.53
4:D:113:THR:HG23 4:D:138:ILE:HD12 1.90 0.53
5:E:58:LEU:HD12 5:E:58:LEU:N 2.24 0.53
9:1:33:LYS:0O 9:1:44:GLY:HA2 2.09 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
12:L:145:TYR:CD1 12:1.:146:LEU:N 2.76 0.53
13:M:147: THR:HG23 16:M:1069:HOH: O 2.08 0.53
1:0:6:ASP:0OD2 1:0:8:TYR:HB2 2.08 0.53
1:0:232:ARG:HG3 1:0:232:ARG:NH1 2.24 0.53
3:Q:168:ASN:HB2 3:Q:200:VAL:HG11 1.91 0.53
5:5:69:LYS:HD3 16:S:1020:HOH:O 2.08 0.53
5:5:190:ILE:CG2 5:5:212:1ILE:HD13 2.39 0.53
6:T:147:HIS:HD2 16:T:242:HOH:O 1.91 0.53
13:1:19:LEU:HD12 13:1:28:PHE:O 2.08 0.53
2:B:71:ASN:HD22 2:B:72:ASP:H 1.52 0.53
3:C:52:ARG:HB2 3:C:209:ASN:HA 1.89 0.53
6:F:45:GLY:HA3 6:F:215:CYS:0O 2.08 0.53
6:F:187:ARG:HG3 6:F:187:ARG:HH11 1.74 0.53
11:K:38:ASN:HB2 11:K:39:PRO:HD2 1.90 0.53
12:1:14(C):GLN:HG2 8:V:210:THR:HG21 1.91 0.53
13:M:35:ILE:HG12 13:M:56:GLU:HG2 1.91 0.53
3:Q:182:PRO:0O 3:Q:184:ALA:N 2.42 0.53
9:W:6:MET:HE3 9:W:155:1LE:CA 2.39 0.53
11:Y:99: THR:CG2 11:Y:113:VAL:HB 2.38 0.53
5:E:152:GLN:HG3 16:E:919:HOH:O 2.07 0.52
13:M:14(C):ARG:HG3 | 13:M:14(C):ARG:NH1 2.18 0.52
14:2:51:ASP:O 14:2:55:1LE:HG13 2.08 0.52
3:C:173:ARG:O 3:C:177:GLU:HG3 2.09 0.52
12:L:17:ASP:HA 12:L:172:GLY:O 2.09 0.52
10:X:13:ILE:HD13 10:X:152:LEU:HD23 1.91 0.52
2:B:211:GLU:HA 16:B:526:HOH:O 2.09 0.52
6:F:95:GLU:CG 6:F:115:ARG:HB3 2.35 0.52
9:1:113:PHE:CD2 9:1:113:PHE:N 277 0.52
10:J:113:ILE:HA 10:J:118: THR:O 2.10 0.52
11:K:200:LYS:HE2 16:K:1088:HOH:O 2.08 0.52
3:Q:158:SER:HB2 4:R:59:LEU:HD21 1.92 0.52
8:V:50:ALA:HB2 9:W:118:CYS:HB2 1.92 0.52
1:A:177:GLU:HG2 2:B:58:LEU:HD22 1.90 0.52
3:C:172:VAL:HG23 3:C:196:SER:HB2 1.91 0.52
2:P:4:GLY:HA3 5:S5:127:-TYR:CE1 2.45 0.52
3:Q:172:VAL:HG23 3:Q:196:SER:HB2 1.91 0.52
3:Q:177:GLU:OE2 4:R:57:PRO:HD2 2.08 0.52
6:T:45:GLY:HA3 6:T:215:CYS:O 2.10 0.52
10:X:136:SER:HA 10:X:139:ASP:HB2 1.91 0.52
11:Y:10(A):ARG:H 11:Y:10(B):LYS:HZ2 1.57 0.52
7:G:98:GLU:HG2 7:G:102:LYS:HD3 1.92 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
8:H:128:GLY:0O 8:H:131:SER:HB2 2.09 0.52
9:1:113:PHE:HA 9:1:118:CYS:O 2.10 0.52
10:X:34: THR:HG21 10:X:176:LYS:NZ 2.24 0.52
11:Y:105:THR:OG1 11:Y:106:GLU:HG3 2.10 0.52
13:1:187:LYS:HB3 13:1:190:LEU:HD11 1.92 0.52
14:2:143:ARG:O 14:2:146:MET:HG3 2.10 0.52
5:E:17:PRO:HA 6:F:26:TYR:CD2 2.44 0.52
8:H:210:THR:HG21 12:7:14(C):GLN:HG2 1.91 0.52
10:J:161:GLU:HA 10:J:161:GLU:OE2 2.09 0.52
6:T:136: THR:O 6:T:150:-MET:HA 2.10 0.52
1:A:206:PHE:CE1 1:A:210:ILE:HD11 2.45 0.52
11:K:32:LYS:N 11:K:32:LYS:HD2 2.24 0.52
11:K:73:ARG:NH2 11:K:105:THR:HA 2.25 0.52
11:K:207:ASN:ND2 10:X:144:PRO:HD3 2.25 0.52
2:P:184:MET:HE3 2:P:188:ASP:HB3 1.92 0.52
11:Y:38:ASN:HB2 11:Y:39:PRO:HD2 1.91 0.52
5:E:167:ALA:HB3 16:E:1131:HOH:O 2.10 0.52
13:M:136:PRO:HA 8:V:165:ASN:OD1 2.10 0.52
1:0:79:SER:HB2 1:0:165:ILE:HD12 1.90 0.52
8:V:28:ASP:0OD1 8:V:31:CYS:HB3 2.09 0.52
9:W:113:PHE:HA 9:W:118:CYS:O 2.09 0.52
11:Y:73:ARG:NH2 11:Y:105:THR:HA 2.24 0.52
11:Y:10(A):ARG:HG2 | 11:Y:10(A):ARG:HH11 1.75 0.52
2:B:238:ILE:O 2:B:239: THR:O 2.27 0.52
5:E:136:LEU:HB2 5:E:151:PHE:HB3 1.91 0.52
9:I.7.THR:HG23 9:I:110:ILE:HG12 1.92 0.52
10:J:100:LEU:HD21 10:J:112:GLN:HG3 1.91 0.52
1:0:62:GLU:O 1:0:64:LEU:N 2.43 0.52
2:P:136:PHE:O 2:P:150: THR:HA 2.10 0.52
3:Q:173:ARG:O 3:Q:177:GLU:HG3 2.10 0.52
4:R:207:LEU:HD23 4:R:208:ASP:N 2.24 0.52
8:V:84:LYS:HD2 16:2:268:HOH:O 2.09 0.52
8:V:144:GLN:O 8:V:145:ASP:HB2 2.10 0.52
9:W:7:-THR:HG23 9:W:110:ILE:HG12 1.92 0.52
2:B:224:PHE:N 2:B:224:PHE:HD2 2.08 0.52
7:G:140:SER:HA 7:G:215:ALA:HB1 1.92 0.52
11:K:53:GLN:HE21 12:1:84:GLN:HE22 1.57 0.52
13:M:17:ASP:HA 13:M:173:PHE:CB 2.40 0.52
3:Q:85:SER:O 3:Q:89:1LE:HD13 2.09 0.52
4:R:31:ILE:HD13 4:R:135:ALA:HB2 1.92 0.52
6:T:36:THR:CG2 6:T:51:GLU:OE2 2.58 0.52
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6:T:82:ILE:HB 6:T:83:PRO:HD3 1.92 0.52
&:V:137:VAL:HG21 R:V:161:ALA:HB2 1.92 0.52
8:V:152:ILE:HD11 8:V:177:VAL:HG21 1.91 0.52
11:Y:1:THR:CG2 11:Y:3:THR:HG23 2.40 0.52
4:D:39:GLY:O 4:D:162:ALA:HA 2.10 0.51
8:H:112:SER:OG 8:H:120:ASP:HB2 2.09 0.51
11:K:143:LYS:HB2 11:K:146:LEU:HD12 1.92 0.51
12:L:19:ARG:NE 12:L:171:ASP:OD2 2.34 0.51
4:R:40:1ILE:HG13 4:R:193:VAL:HG23 1.90 0.51
7:U:98:GLU:HG2 7:U:102:LYS:HD3 1.91 0.51
7:U:140:SER:HA 7:U:215:ALA:HB1 1.91 0.51
10:X:-1:MET:HG2 10:X:1:ASP:N 2.13 0.51
13:1:205:GLY:HA3 13:1:209:GLN:HB3 1.91 0.51
5:E:175:TYR:HB2 5:E:199:GLN:HG2 1.93 0.51
7:G:77:VAL:CG1 7:G:137:THR:HB 2.39 0.51
10:J:123:PRO:HB2 10:J:124:TYR:CD1 2.45 0.51
11:K:12:ILE:HB 11:K:178:VAL:HB 1.92 0.51
7:U:7T7:VAL:CG1 7:U:137:-THR:HB 2.39 0.51
11:Y:75:SER:HA 11:Y:105: THR:HG21 1.91 0.51
12:7:17:ASP:HA 12:7:172:GLY:O 2.10 0.51
13:M:187:LYS:HB3 13:M:190:LEU:HD11 1.91 0.51
1:0:69:LEU:C 1:0:69:LEU:HD23 2.31 0.51
3:Q:105:ASP:0OD2 3:Q:106:PRO:HD2 2.10 0.51
&:V:175:VAL:HG12 8:V:176:CYS:N 2.25 0.51
10:X:103:GLY:HA2 10:X:178:VAL:HG11 1.92 0.51
11:Y:137:VAL:HG21 11:Y:161:ALA:HB2 1.91 0.51
4:D:31:ILE:HD13 4:D:135:ALA:HB2 1.93 0.51
9:1:106:GLY:HA2 9:1:181:LYS:HD3 1.92 0.51
11:K:75:SER:HA 11:K:105:THR:HG21 1.91 0.51
11:K:174:ASN:ND2 11:K:189:ASN:HD22 2.09 0.51
6:T:172:ALA:C 6:T:176:LEU:HD23 2.30 0.51
11:K:4:LEU:HD13 11:K:159:ILE:HD11 1.92 0.51
2:P:224:PHE:N 2:P:224:PHE:HD2 2.08 0.51
5:S:18(C):PHE:CA 5:S:18(F):ILE:HG12 2.40 0.51
7:U:172:ILE:HD13 7:U:197:MET:HE1 1.93 0.51
9:W:106:GLY:HA2 9:W:181:LYS:HD3 1.91 0.51
10:X:190:PHE:C 10:X:192:ALA:H 2.12 0.51
3:C:158:SER:CB 4:D:59:LEU:HD21 2.40 0.51
10:J:19:ALA:HB2 10:J:171:LYS:HG2 1.93 0.51
10:J:136:SER:HA 10:J:139:ASP:HB2 1.91 0.51
11:K:105:THR:OG1 11:K:106:GLU:HG3 2.11 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
2:P:13:THR:O 3:Q:130:ARG:HD3 2.10 0.51
3:Q:15:PHE:CE1 3:Q:21:ILE:HD11 2.46 0.51
3:Q:227:GLU:OE1 3:Q:227:GLU:N 2.43 0.51
7:U:82:ILE:N 7:U:83:PRO:HD2 2.26 0.51
11:Y:6:PHE:HA 11:Y:123:ASP:O 2.10 0.51
13:1:40:ASN:ND2 13:1:40:ASN:N 2.57 0.51
3:C:33:ARG:NH1 3:C:33:ARG:CB 2.73 0.51
3:C:216:LYS:HB2 3:C:220:ASP:HB3 1.93 0.51
5:E:38:VAL:HG22 5:E:164:ALA:HB2 1.93 0.51
1:0:188:ASP:O 1:0:192:ILE:HG13 2.10 0.51
8:V:105:ASP:HB2 8:V:10(A):PRO:HD2 1.93 0.51
10:X:143:ARG:O 10:X:146:MET:HG3 2.11 0.51
7:G:188:LYS:HD3 7:G:191:GLU:OE2 2.11 0.51
9:1:29:ASN:CG 11:Y:208:ASN:ND2 2.64 0.51
2:P:101:LYS:HZ3 10:X:85:GLN:NE2 2.07 0.51
10:X:147:THR:0G1 10:X:150:GLU:HG3 2.11 0.51
1:A:27:ALA:O 1:A:31:VAL:HG23 2.10 0.51
1:A:62:GLU:O 1:A:64:LEU:N 2.43 0.51
2:B:136:PHE:O 2:B:150: THR:HA 2.10 0.51
6:F:82:1ILE:HB 6:F:83:PRO:HD3 1.92 0.51
6:F:172:ALA:C 6:F:176:LEU:HD23 2.31 0.51
6:F:20(B):GLU:HG3 6:F:20(C):LYS:HG3 1.92 0.51
7:G:18(G):GLU:CG 7:G:188:LYS:HB2 2.39 0.51
8:H:152:1LE:HD11 8:H:177:VAL:HG21 1.93 0.51
9:I:48:LEU:HG 9:1:50: THR:HG22 1.92 0.51
14:N:161:GLN:HE21 14:2:136:GLY:CA 2.08 0.51
1:0:62:GLU:CD 1:0:62:GLU:H 2.13 0.51
11:Y:180:GLU:CB 16:Y:812:HOH:O 2.58 0.51
3:C:112:LEU:O 3:C:116:VAL:HG23 2.10 0.51
2:P:143:ASP:0D2 10:X:10(B):LYS:HE2 2.11 0.51
6:1:95:GLU:CG 6:T:115:ARG:HB3 2.33 0.51
11:Y:174:ASN:ND2 11:Y:189:ASN:HD22 2.09 0.51
6:F:136: THR:O 6:F:150:MET:HA 2.11 0.50
9:I:55:LEU:CD1 9:1:97:VAL:HG21 2.40 0.50
3:Q:36:CYS:H 3:Q:51:GLU:HG2 1.76 0.50
5:5:38:VAL:HG22 5:5:164:ALA:HB2 1.93 0.50
5:5:58:LEU:N 5:S:58:LEU:HD12 2.26 0.50
11:Y:86:LEU:C 11:Y:86:LEU:HD13 2.31 0.50
13:1:4:ILE:CD1 13:1:155:1ILE:HG23 2.41 0.50
14:2:48:SER:HB3 14:2:51:ASP:HB2 1.93 0.50
5:E:68:ILE:HB 5:E:76:LEU:HD21 1.92 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
9:1:28:SER:HB2 10:J:120:VAL:HG21 1.93 0.50
10:J:168:MET:HE1 10:X:167:PRO:CB 2.39 0.50
10:J:168:MET:HE2 10:X:168: MET:HE2 1.93 0.50
4:R:17:PRO:HA 5:5:26:TYR:CG 2.45 0.50
5:5:175:TYR:HB2 5:5:199:GLN:HG2 1.93 0.50
2:B:27:ALA:O 2:B:31:ILE:HG12 2.11 0.50
3:C:168:ASN:HB2 3:C:200:VAL:HG11 1.92 0.50
10:J:112:GLN:NE2 10:J:126:ALA:H 2.08 0.50
1:0:4:MET:CG 1:0:5:THR:H 2.25 0.50
9:W:113:PHE:CD2 9:W:113:PHE:N 2.79 0.50
6:F:36:. THR:CG2 6:F:51:GLU:OE2 2.59 0.50
6:F:56:SER:OG 6:F:57:LYS:N 2.43 0.50
7:G:82:ILE:N 7:G:83:PRO:HD2 2.25 0.50
5:5:2(C):VAL:CG1 5:S:2(D):ASP:N 2.75 0.50
10:X:100:LEU:HD21 10:X:112:GLN:HG3 1.92 0.50
10:J:131:GLY:HA3 16:J:594:HOH:O 2.11 0.50
4:R:192:LEU:O 4:R:196:1ILE:HG13 2.12 0.50
12:7:-6:PRO:O 13:1:91:ARG:NH1 2.40 0.50
7:G:107:MET:CE 7:G:112:LEU:HD13 2.41 0.50
11:K:10(A):ARG:HG2 | 11:K:10(A):ARG:HH11 1.77 0.50
12:1:99: THR:HG23 12:1:113:PHE:HB2 1.94 0.50
2:P:112:.LEU:HD23 2:P:112:LEU:C 2.32 0.50
5:5:68:1LE:HB 5:5:76:LEU:HD21 1.92 0.50
6:T:20(B):GLU:HG3 6:T:20(C):LYS:HG3 1.92 0.50
14:2:175:MET:HB2 14:2:187:LEU:HB2 1.93 0.50
16:E:1080:HOH:O 12:L:64:LYS:HE3 2.10 0.50
6:F:192:GLN:NE2 6:F:195:LYS:HE2 2.27 0.50
12:L:172:GLY:C 12:1.:191:LEU:HD12 2.32 0.50
14:N:143:ARG:O 14:N:146:MET:HG3 2.11 0.50
1:0:159:PRO:O 2:P:59:LEU:HD12 2.12 0.50
4:R:207:LEU:HD21 4:R:233:ILE:HD12 1.94 0.50
5:5:111:ARG:HG2 5:S:111:ARG:NH1 2.27 0.50
11:Y:4:LEU:HD13 11:Y:159:ILE:HD11 1.92 0.50
12:7:58:ARG:NH2 16:7:1275:HOH:O 2.45 0.50
14:2:10(B):LYS:HD3 14:2:10(B):LYS:C 2.32 0.50
2:B:4:GLY:HA3 5:E:127:TYR:CE1 2.46 0.50
5:E:2(C):VAL:CG1 5:E:2(D):ASP:N 2.75 0.50
&:H:175:VAL:HG12 8:H:176:CYS:N 2.27 0.50
10:J:12:VAL:HG23 10:J:108:PRO:HB2 1.94 0.50
10:J:24:ILE:O 10:J:24:ILE:HG12 2.11 0.50
11:K:1: THR:CA 11:K:33:LYS:HZ3 2.24 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
9:1:36:HIS:HB3 9:1:42:PHE:CD2 2.47 0.50
11:K:86:LEU:HD13 11:K:86:LEU:C 2.33 0.50
11:K:104:TYR:CE1 11:K:180:GLU:OE2 2.65 0.50
13:M:66:ASN:HB3 16:M:226:HOH:O 2.11 0.50
3:Q:216:LYS:HB2 3:Q:220:ASP:HB3 1.94 0.50
6:T:192:GLN:NE2 6:T:195:LYS:HE2 2.26 0.50
8:V:20:SER:HB3 8:V:28:ASP:HB3 1.93 0.50
11:Y:12:1ILE:HB 11:Y:178:VAL:HB 1.93 0.50
13:1:110:LEU:HG 13:1:125:LEU:HD12 1.94 0.50
6:F:63:LYS:O 6:F:65:VAL:HG23 2.12 0.49
7:G:105:TYR:OH 8:H:66:HIS:HE1 1.95 0.49
13:M:19:LEU:HD12 13:M:28:PHE:O 2.11 0.49
14:N:51:ASP:O 14:N:55:ILE:HG13 2.12 0.49
4:R:12(D):ALA:HA 5:5:129:GLY:HA2 1.93 0.49
7:U:212:VAL:HB 7:U:224:LEU:HD12 1.93 0.49
R:V:147:THR:OG1 8:V:150:GLU:HG3 2.12 0.49
12:7:-7:ASN:ND2 12:7:-7:ASN:C 2.66 0.49
3:C:227:GLU:OE1 3:C:227:GLU:N 2.43 0.49
10:J:190:PHE:C 10:J:192:ALA:H 2.14 0.49
14:N:10(B):LYS:C 14:N:10(B):LYS:HD3 2.32 0.49
4:R:29:GLU:HA 4:R:29:GLU:OE2 2.11 0.49
13:1:112: TYR:O 13:1:119: THR:HA 2.12 0.49
5:E:190:ILE:CG2 5:E:212:1LE:HD13 2.41 0.49
3:C:168:ASN:O 3:C:172:VAL:HG12 2.12 0.49
5:E:226:GLY:O 5:E:229:VAL:HG22 2.12 0.49
8:H:82:MET:HA 16:H:228:HOH:O 2.12 0.49
12:1:137:PHE:CE1 12:1:141:GLN:HG3 2.48 0.49
1:0:31:VAL:HG13 1:0:79:SER:O 2.13 0.49
10:X:19:ALA:HB2 10:X:171:LYS:HG2 1.93 0.49
2:B:218:ASN:O 2:B:21(C):ASP:HB2 2.12 0.49
4:D:207:LEU:HD21 4:D:233:ILE:HD12 1.95 0.49
10:J:52: THR:HG22 10:J:53:VAL:HG23 1.95 0.49
2:P:218:ASN:O 2:P:21(C):ASP:HB2 2.12 0.49
4:R:176:LEU:CD2 4:R:196:1LE:HD12 2.43 0.49
5:S:148:LEU:CD2 5:5:162:GLY:HA2 2.42 0.49
6:1:32:GLU:HB3 6:T:169:ARG:NH2 2.27 0.49
13:1:17:ASP:HA 13:1:173:PHE:CB 2.42 0.49
2:B:71:ASN:HD22 2:B:72:ASP:N 2.07 0.49
4:D:29:GLU:OE2 4:D:29:GLU:HA 2.12 0.49
7:G:158:VAL:HG13 7:G:160:TYR:CE1 2.48 0.49
8:H:105:ASP:HB2 8:H:10(A):PRO:HD2 1.93 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
4:R:198:LYS:HA 16:R:425:HOH:O 2.11 0.49
8:V:24:PRO:HG2 8:V:25:ILE:HD12 1.94 0.49
13:1:14(C):ARG:CG 13:1:14(C):ARG:NH1 2.74 0.49
3:C:185:THR:CG2 3:C:186:VAL:N 2.75 0.49
8:H:24:PRO:HG2 8:H:25:1LE:HD12 1.94 0.49
3:Q:136: THR:O 3:Q:150:GLN:HA 2.11 0.49
6:T:63:LYS:O 6:T:65:VAL:HG23 2.13 0.49
7:U:38:LEU:C 7:U:38:LEU:HD12 2.33 0.49
9:W:101:VAL:O 9:W:110:ILE:HA 2.13 0.49
6:F:43:ASN:N 6:F:43:ASN:HD22 2.10 0.49
7:G:118:ASN:O 7:G:122:ILE:CD1 2.61 0.49
8:H:124:TYR:O 8:H:125:LEU:HD23 2.12 0.49
9:1:165:ARG:NH2 12:7:135:-MET:CE 2.76 0.49
11:K:10(B):LYS:N 11:K:10(B):LYS:CD 2.60 0.49
14:N:44:CYS:HB2 14:N:100:ILE:HB 1.93 0.49
14:N:55:1LE:HD11 14:N:95:LEU:HD13 1.95 0.49
9:W:28:SER:HB2 10:X:120:VAL:HG21 1.95 0.49
10:X:13:ILE:HD13 10:X:152:LEU:CD2 2.42 0.49
3:Q:85:SER:O 3:Q:89:1LE:CD1 2.60 0.49
6:T:187:ARG:HH11 6:T:187:ARG:HG3 1.77 0.49
1:A:21(G):LEU:HD13 1:A:218:GLY:HA2 1.95 0.49
2:B:15:PHE:N 3:C:23:GLN:HE22 1.98 0.49
11:K:10(A):ARG:H 11:K:10(B):LYS:NZ 2.10 0.49
14:N:175:MET:HB2 14:N:187:LEU:HB2 1.94 0.49
2:P:170:SER:HB3 16:P:943:HOH:O 2.12 0.49
7:U:87:ASN:C 7:U:87:ASN:ND2 2.66 0.49
9:W:66:TYR:CZ 9:W:70:GLU:HG3 2.48 0.49
10:X:24:ILE:O 10:X:24:ILE:HG12 2.13 0.49
3:C:15:PHE:CE1 3:C:21:ILE:HD11 2.47 0.48
5:E:220:PRO:O 5:E:221:PHE:C 2.52 0.48
12:L:178:VAL:HG22 12:1:184:VAL:HG22 1.95 0.48
14:N:147:SER:OG 14:N:150:GLU:HG3 2.13 0.48
2:P:238:.ILE:O 2:P:239: THR:O 2.31 0.48
4:R:17:PRO:HG3 5:S5:26: TYR:CE2 2.48 0.48
5:5:52:LYS:HB2 5:S5:63:TYR:HB3 1.95 0.48
12:7:152:ILE:O 12:7:156:ARG:HG3 2.12 0.48
12:7:172:GLY:C 12:7:191:LEU:HD12 2.33 0.48
4:D:14: THR:HG22 4:D:15:PHE:N 2.29 0.48
5:E:100:SER:O 5:E:104:ASN:N 2.45 0.48
8:H:20:SER:HB3 8:H:28:ASP:HB3 1.94 0.48
12:L:14(I): THR:O 12:L:1(I):ASN:HB3 2.13 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
13:M:4:ILE:CD1 13:M:155:1ILE:HG23 2.43 0.48
14:N:48:SER:HB3 14:N:51:ASP:HB2 1.95 0.48
2:P:27:ALA:O 2:P:31:ILE:HG12 2.12 0.48
5:5:52:LYS:CB 5:5:63:TYR:HB3 2.42 0.48
7:U:172:1ILE:CD1 7:U:197:-MET:HE1 2.43 0.48
13:1:113:VAL:HA 13:1:118:VAL:O 2.13 0.48
16:B:565:HOH:O 3:C:33:ARG:HD2 2.12 0.48
4:D:176:LEU:CD2 4:D:196:1ILE:HD12 2.43 0.48
3:Q:45:CYS:HA 3:Q:141:PHE:HZ 1.78 0.48
7:U:18(G):GLU:CG 7:U:188:LYS:HB2 2.40 0.48
8:V:10:ASN:C 8:V:180:ILE:HD12 2.33 0.48
3:C:136:THR:O 3:C:150:GLN:HA 2.13 0.48
3:Q:161:SER:HB3 3:Q:180: TYR:CE1 2.49 0.48
4:R:100:ASN:HB3 16:R:371:HOH:O 2.12 0.48
6:1:216:SER:HB3 6:T:21(A):GLU:HB2 1.95 0.48
10:X:10(B):LYS:HB2 10:X:10(B):LYS:NZ 2.28 0.48
12:7:137:PHE:CE1 12:7:141:GLN:HG3 2.48 0.48
13:1:14(C):ARG:HG3 13:1:14(C):ARG:NH1 2.16 0.48
1:A:232:ARG:HG3 1:A:232:ARG:NH1 2.24 0.48
12:1:140:ASN:O 12:L:144:PHE:HA 2.13 0.48
6:T:54:1LE:HG12 6:T:208:PHE:HA 1.96 0.48
11:Y:80:SER:HA 11:Y:101:ILE:HD12 1.96 0.48
12:7:14(I1):THR:O 12:7:1(I):ASN:HB3 2.13 0.48
14:2:66: TYR:CE2 14:2:74:PRO:HB3 2.49 0.48
1:A:4:MET:CG 1:A:5:THR:H 2.26 0.48
14:N:36:ARG:CD 13:1:211:ILE:HD11 2.42 0.48
2:P:6:ARG:HD2 4:R:9:ASP:N 2.29 0.48
3:Q:115:TYR:O 3:Q:119:VAL:HG23 2.13 0.48
6:T:43:ASN:HD22 6:T:43:ASN:N 2.10 0.48
11:Y:83:LEU:HD23 11:Y:99: THR:HG21 1.95 0.48
1:A:62:GLU:CD 1:A:62:GLU:H 2.16 0.48
3:C:36:CYS:H 3:C:51:GLU:HG2 1.79 0.48
5:E:161:TYR:OH 6:F:61:PRO:HD2 2.13 0.48
10:J:13:ILE:HD13 10:J:152: LEU:HD23 1.94 0.48
11:K:10(A):ARG:H 11:K:10(B):LYS:HZ2 1.62 0.48
12:L:135:-MET:CE 9:W:165:ARG:NH2 2.77 0.48
2:P:71:ASN:HD22 2:P:72:ASP:N 2.08 0.48
4:R:39:GLY:O 4:R:162:ALA:HA 2.14 0.48
4:R:121:LEU:N 16:R:853:HOH:O 2.43 0.48
10:X:6:ILE:CD1 10:X:154:LEU:HD23 2.41 0.48
11:Y:104:TYR:CE1 11:Y:180:GLU:OE2 2.67 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
5:E:4:PHE:CG 5:E:5:ARG:N 2.82 0.48
6:T:56:SER:OG 6:T:57:LYS:N 2.45 0.48
10:X:123:PRO:HB2 10:X:124:TYR:CD1 2.48 0.48
12:7:93:PHE:N 12:7:94:PRO:HD3 2.29 0.48
2:B:202: THR:HG21 2:B:204:SER:HB2 1.96 0.48
5:E:148.LEU:CD2 5:E:162:GLY:HA2 2.44 0.48
6:F:194:ALA:O 6:F:198:TYR:HD1 1.95 0.48
7:G:170:GLN:HB3 16:G:725:HOH:O 2.13 0.48
11:K:37:ILE:HG23 11:K:60:GLY:HA2 1.95 0.48
12:L:21:1LE:C 12:L:21:ILE:HD12 2.35 0.48
2:P:71:ASN:HD22 2:P:72:ASP:H 1.52 0.48
13:1:157:ASN:HB3 16:1:558:HOH:O 2.14 0.48
1:A:112:LEU:O 1:A:116:VAL:HG23 2.14 0.48
3:C:79:SER:HA 16:C:625:HOH:O 2.14 0.48
3:C:161:SER:HB3 3:C:180:TYR:CE1 2.49 0.48
10:J:144:PRO:CD 11:Y:207:ASN:ND2 2.76 0.48
1:0:206:PHE:CE1 1:0:210:ILE:HD11 2.49 0.48
3:Q:190:VAL:O 3:Q:194:VAL:HG23 2.14 0.48
4:R:14: THR:HG22 4:R:15:PHE:N 2.29 0.48
11:Y:73:ARG:HH22 11:Y:105:THR:HA 1.78 0.48
12:7:140:ASN:O 12:7:144:PHE:HA 2.13 0.48
13:1:9:ASP:OD1 13:1:10:ASN:N 2.47 0.48
7:G:87:ASN:C 7:G:87:ASN:ND2 2.67 0.47
&:H:137:VAL:HG21 8:H:161:ALA:HB2 1.95 0.47
8:H:172:ASN:HD22 8:H:193: THR:HA 1.78 0.47
13:M:112:TYR:O 13:M:119: THR:HA 2.13 0.47
13:M:165:ARG:NH1 8:V:139:GLU:OE1 2.46 0.47
3:Q:185:THR:CG2 3:Q:186:VAL:N 2.77 0.47
5:S:78:LEU:O 5:S:78:LEU:HD12 2.14 0.47
5:5:194:VAL:O 5:5:197:ILE:HG22 2.14 0.47
1:A:29:THR:O 1:A:33:GLN:HG2 2.14 0.47
6:F:63:LYS:O 6:F:65:VAL:N 2.47 0.47
7:G:197:MET:HE3 7:G:197:MET:CA 2.41 0.47
11:K:73:ARG:HH22 11:K:105:THR:HA 1.79 0.47
11:K:180:GLU:HB3 16:K:924:HOH:O 2.13 0.47
12:L:3:ILE:HD12 12:L:3:ILE:O 2.14 0.47
13:M:9:ASP:OD1 13:M:10:ASN:N 2.48 0.47
1:0:112:LEU:O 1:0:116:VAL:HG23 2.14 0.47
5:5:226:GLY:O 5:5:229:VAL:HG22 2.14 0.47
7:U:118:ASN:O 7:U:122:ILE:CD1 2.62 0.47
2:B:234:VAL:HA 2:B:239:-THR:HA 1.96 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
7:G:70:ILE:HG21 7:G:112:LEU:HD21 1.96 0.47
7:G:107:MET:HE1 7:G:112:LEU:HD13 1.97 0.47
9:1:101:VAL:O 9:1:110:ILE:HA 2.14 0.47
13:M:113:VAL:HA 13:M:118:VAL:O 2.13 0.47
4:R:120:ALA:CB 4:R:155:GLY:HA2 2.44 0.47
5:S:77:SER:OG 5:S:137:LEU:HB2 2.14 0.47
10:X:90(A):ILE:HG12 10:X:116:LEU:HA 1.97 0.47
2:B:101:LYS:NZ 10:J:85:GLN:NE2 2.63 0.47
3:C:101:LEU:HD13 16:J:715:HOH:O 2.14 0.47
6:F:109:ILE:HB 6:F:110:PRO:HD3 1.97 0.47
11:K:104: TYR:CD1 11:K:180:GLU:OE2 2.67 0.47
6:T:35: THR:CG2 6:T:36: THR:N 277 0.47
5:E:52:LYS:CB 5:E:63:TYR:HB3 2.44 0.47
10:J:10(B):LYS:NZ 10:J:10(B):LYS:HB2 2.29 0.47
6:1T:192:GLN:O 6:T:196:1LE:HG13 2.15 0.47
7:U:158:VAL:HG13 7:U:160: TYR:CE1 2.49 0.47
9:W:36:HIS:HB3 9:W:42:PHE:CD2 2.50 0.47
11:Y:37:ILE:HG23 11:Y:60:GLY:HA2 1.95 0.47
5:E:52:LYS:0O 5:E:63:TYR:HD2 1.98 0.47
8:H:113:ILE:HG12 8:H:119:THR:HG22 1.97 0.47
11:K:6:PHE:HA 11:K:123:ASP:O 2.15 0.47
1:0:122:GLU:C 1:0:124:THR:H 2.18 0.47
2:P:231:ASP:0O 2:P:235:LYS:HG2 2.15 0.47
4:R:177:LEU:HD22 5:5:58:LEU:CD1 2.43 0.47
12:7:14(E):GLU:OE2 12:7:14(P):PRO:HD2 2.14 0.47
3:C:190:VAL:O 3:C:194:VAL:HG23 2.14 0.47
5:E:18(C):PHE:CA 5:E:18(F):ILE:HG12 2.41 0.47
6:F:32:GLU:HB3 6:F:169:ARG:NH2 2.30 0.47
8:H:8:PHE:HB3 S:H:151:ALA:HB2 1.97 0.47
9:1:66: TYR:CZ 9:1:70:GLU:HG3 2.50 0.47
10:J:18:LYS:HG2 10:J:174:1LE:HG13 1.95 0.47
10:J:167:PRO:CB 10:X:168:MET:HE1 2.43 0.47
10:J:185:ARG:HG2 10:J:185:ARG:HH11 1.80 0.47
12:L:-7:ASN:ND2 12:L:-7:ASN:C 2.68 0.47
12:L:1:GLY:HA3 12:1.:33:LYS:NZ 2.29 0.47
13:M:110:LEU:HG 13:M:125:LEU:HD12 1.96 0.47
1:0:49:ALA:HB2 1:0:212:LEU:HG 1.97 0.47
1:0:142:ASP:OD1 1:0:145:ASN:HB2 2.15 0.47
2:P:77:ALA:HB3 2:P:137:.ILE:HB 1.97 0.47
2:P:107:ILE:HG22 16:P:410:HOH:O 2.15 0.47
2:P:234:VAL:HA 2:P:239:THR:HA 1.96 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
3:Q:38:VAL:HG22 3:Q:39:GLY:N 2.30 0.47
5:5:216:GLY:O 5:S:218:ASP:N 2.47 0.47
6:T:63:LYS:O 6:T:65:VAL:N 2.48 0.47
6:T:69:VAL:HG12 16:T:811:HOH:O 2.15 0.47
7:U:70:ILE:HG21 7:U:112:LEU:HD21 1.96 0.47
7:U:192:PHE:C 7:U:192:PHE:CD1 2.88 0.47
12:7:1:GLY:HA3 12:7:33:LYS:NZ 2.29 0.47
12:7:15:ALA:HB1 12:7:173:LEU:HD11 1.96 0.47
12:7:14(E):GLU:HB2 12:7:14(I1): THR:HG21 1.96 0.47
13:1:160:ARG:NE 16:1:905:HOH:O 2.37 0.47
3:C:17:PRO:HA 4:D:26:TYR:CD1 2.49 0.47
13:M:14(C):ARG:CG | 13:M:14(C):ARG:NH1 2.74 0.47
3:Q:201:VAL:HG21 3:Q:210:ILE:HD11 1.97 0.47
8:V:1:THR:OG1 16:V:263:HOH:O 2.14 0.47
6:F:21(B): THR:HG22 6:F:222:LYS:HD3 1.97 0.47
9:1:172:GLY:O 9:1:173:ALA:HB2 2.14 0.47
6:T:49:ALA:HA 6:T:211:GLU:O 2.14 0.47
10:X:18:LYS:HG2 10:X:174:1ILE:HG13 1.96 0.47
11:Y:50:ALA:CB 12:7:116:VAL:HG23 2.45 0.47
13:1:8:TYR:O 13:1:108:GLN:NE2 2.48 0.47
3:C:40:VAL:HG12 3:C:162:ALA:CB 2.45 0.47
6:F:54:ILE:HG12 6:F:208:PHE:HA 1.97 0.47
9:1:-2:ASN:HA 9:1:21:GLY:O 2.16 0.47
10:J:193:GLN:OXT 10:J:193:GLN:HG2 2.15 0.47
3:Q:163:GLN:HG3 3:Q:164: THR:N 2.30 0.47
5:5:4:PHE:CG 5:S5:5:ARG:N 2.82 0.47
2:B:101:LYS:HG3 9:1:57:GLU:HB3 1.97 0.46
3:C:45:CYS:HA 3:C:141:PHE:HZ 1.80 0.46
6:F:36:THR:HB 6:F:168:GLY:H 1.80 0.46
11:K:82:ILE:HG13 16:K:1154:HOH:O 2.14 0.46
13:M:69(C):LEU:HB2 | 13:M:71(C):GLU:HB2 1.97 0.46
13:M:168:ARG:HB2 16:M:503:HOH:O 2.15 0.46
13:M:197:TRP:CH2 14:2:171:GLY:HA2 2.51 0.46
3:Q:40:VAL:HG12 3:Q:162:ALA:CB 2.45 0.46
11:Y:4:LEU:HD11 11:Y:159:ILE:HG12 1.97 0.46
11:Y:10(A):ARG:H 11:Y:10(B):LYS:NZ 2.12 0.46
3:C:85:SER:O 3:C:89:ILE:HD13 2.15 0.46
9:I:6:MET:-HE3 9:1:155:ILE:CB 2.45 0.46
9:1:14:ILE:HG23 9:1:34:ILE:HD13 1.97 0.46
10:J:103:GLY:HA2 10:J:178:VAL:HG11 1.97 0.46
11:K:199:VAL:O 11:K:203:GLU:HB3 2.14 0.46

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)
12:L:5:GLY:O 12:1.:124:CYS:HA 2.15 0.46
12:L:14(E):GLU:HB2 12:1.:14(I): THR:HG21 1.97 0.46
13:M:19:LEU:HB2 13:M:170:SER:HB2 1.96 0.46
5:5:160:LEU:HD13 5:5:163: THR:HB 1.97 0.46
6:T:175:GLU:OE1 6:T1:199:LEU:HD23 2.16 0.46
8:V:124:TYR:O 8:V:125:LEU:HD23 2.15 0.46
11:Y:199:VAL:O 11:Y:203:GLU:HB3 2.16 0.46
5:E:216:GLY:O 5:E:218:ASP:N 2.49 0.46
7:G:187:GLU:O 7:G:191:GLU:HG3 2.16 0.46
11:K:191:ASP:0OD2 11:K:193:GLY:N 2.48 0.46
1:0:21(G):LEU:HD13 1:0:218:GLY:HA2 1.97 0.46
4:R:75:GLY:HA3 4:R:221:PHE:CE2 2.50 0.46
4:R:97:VAL:HG11 11:Y:65:LEU:HD22 1.97 0.46
11:Y:104:TYR:CD1 11:Y:180:GLU:OE2 2.69 0.46
12:7:21:1ILE:C 12:7:21:1LE:HD12 2.35 0.46
14:2:44:CYS:HB2 14:2:100:1LE:HB 1.96 0.46
1:A:62:GLU:C 1:A:64:LEU:N 2.69 0.46
3:C:163:GLN:HG3 3:C:164: THR:N 2.30 0.46
5:E:111:ARG:HG2 5:E:111:ARG:NH1 2.29 0.46
4:R:161:ASN:N 5:5:58:LEU:O 2.43 0.46
5:5:52:LYS:O 5:S5:63: TYR:HD2 1.97 0.46
6:T:120:VAL:HG21 6:T:151:LEU:HD21 1.97 0.46
10:X:193:GLN:HG2 10:X:193:GLN:OXT 2.15 0.46
11:Y:156:LYS:HB2 11:Y:175:LEU:HD11 1.96 0.46
12:7:76:1LE:CG2 12:7:77:ASN:N 2.78 0.46
13:1:19:LEU:HB2 13:1:170:SER:HB2 1.97 0.46
1:A:150:GLN:O 1:A:157:TYR:HA 2.16 0.46
3:C:38:VAL:HG22 3:C:39:GLY:N 2.31 0.46
5:E:35:SER:HB3 5:E:66:LYS:HZ2 1.80 0.46
10:J:168:MET:HE3 10:X:168:MET:CE 2.46 0.46
11:K:166:ASP:O 16:W:228:HOH:O 2.21 0.46
1:0:82:GLY:O 1:0:85:TYR:HB3 2.15 0.46
3:Q:17:PRO:HA 4:R:26:TYR:CD1 2.50 0.46
10:X:156:LYS:HE2 10:X:160: GLN:HE22 1.78 0.46
4:D:29:GLU:OE2 4:D:32:LYS:HD2 2.15 0.46
5:E:160:LEU:HD13 5:E:163:THR:HB 1.96 0.46
5:E:2(B):THR:0G1 5:E:2(E):ASN:HB3 2.16 0.46
6:F:216:SER:HB3 6:F:21(A):GLU:HB2 1.96 0.46
10:X:39:PRO:HG2 10:X:73:GLU:CD 2.35 0.46
10:X:185:ARG:HG2 10:X:185:ARG:HH11 1.80 0.46
11:Y:104: TYR:CE2 11:Y:108:PRO:HG3 2.51 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
12:7:9:GLU:O 12:7:107:LYS:HA 2.15 0.46
13:1:204:LYS:N 13:1:204:LYS:HD3 2.31 0.46
14:2:147:SER:OG 14:2:150:GLU:HG3 2.15 0.46
5:E:194:VAL:O 5:E:197:1LE:HG22 2.15 0.46
12:1:192:LYS:HE3 8:V:195:ASN:HB3 1.98 0.46
1:0:17:PRO:HA 2:P:26:TYR:CD1 2.51 0.46
10:X:35:ARG:HD3 10:X:35:ARG:HA 1.75 0.46
6:F:49:ALA:HA 6:F:211:GLU:O 2.15 0.46
6:F:203:GLU:C 6:F:205:ASN:H 2.19 0.46
7:G:38:LEU:C 7:G:38:LEU:HD12 2.36 0.46
13:M:149:GLN:H 13:M:149:GLN:HE21 1.62 0.46
2:P:27:ALA:O 2:P:30:SER:HB3 2.15 0.46
3:Q:71:ASP:OD1 3:Q:100:ARG:NH1 2.46 0.46
4:R:156: THR:HG22 5:S:82:ALA:HB3 1.96 0.46
8:V:8:PHE:HB3 8:V:151:ALA:HB2 1.97 0.46
8:V:105:ASP:HB2 8:V:10(A):PRO:CD 2.46 0.46
2:B:231:ASP:O 2:B:235:LYS:HG2 2.16 0.46
14:N:139:ASP:HB3 14:2:161:GLN:HE22 1.81 0.46
1:0:29:THR:O 1:0:33:GLN:HG2 2.15 0.46
4:R:16:SER:HA 4:R:22:PHE:CZ 2.51 0.46
4:R:12(F):GLY:O 4:R:12(G):GLU:HB2 2.16 0.46
5:S5:220:PRO:O 5:5:221:PHE:C 2.54 0.46
6:T:90:ASN:O 6:T:94:GLU:HG3 2.16 0.46
9:W:-2:ASN:HA 9:W:21:GLY:O 2.15 0.46
10:X:85:GLN:O 10:X:89:LYS:HG3 2.16 0.46
11:Y:10(B):LYS:N 11:Y:10(B):LYS:CD 2.62 0.46
12:7:76:1LE:HG23 12:7:77:ASN:N 2.30 0.46
1:A:142:ASP:OD1 1:A:145:ASN:HB2 2.16 0.46
9:1:20:LEU:HD13 9:1:20:LEU:C 2.36 0.46
10:J:129: TYR:HB3 10:X:24:1LE:CD1 2.38 0.46
12:1:15:ALA:HB1 12:1:173:LEU:HD11 1.97 0.46
8:V:113:ILE:HG12 8:V:119:THR:HG22 1.98 0.46
9:W:150:ASP:HA 16:W:1181:HOH:O 2.15 0.46
13:1:186:PHE:CE1 13:1:188:LYS:HG3 2.51 0.46
3:C:115:TYR:O 3:C:119:VAL:HG23 2.16 0.45
4:D:16:SER:HA 4:D:22:PHE:CZ 2.51 0.45
4:D:102:TYR:O 12:L:81:ARG:HG3 2.16 0.45
7:G:34(A):ASN:ND2 7:G:167:PRO:HG2 2.31 0.45
7:G:79:ASN:HA 16:G:926:HOH:O 2.16 0.45
11:K:4:LEU:HD11 11:K:159:ILE:HG12 1.98 0.45
11:K:156:LYS:HB2 11:K:175:LEU:HD11 1.98 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
5:S:4:PHE:O 5:S5:6:ASN:N 2.49 0.45
5:S5:41:ARG:NH1 5:5:42:SER:O 2.49 0.45
12:7:99:THR:HG23 12:7:113:PHE:HB2 1.98 0.45
13:1:14(G):ILE:N 13:1:144:PRO:HD2 2.31 0.45
2:B:97:GLN:HE22 9:1:64:ASN:HD22 1.64 0.45
2:B:21(A):LYS:O 2:B:21(B):GLY:C 2.53 0.45
6:F:162:GLY:O 7:G:58:LEU:HB3 2.15 0.45
7:G:192:PHE:C 7:G:192:PHE:CD1 2.89 0.45
12:1:93:PHE:N 12:1.:94:PRO:HD3 2.30 0.45
13:M:204:LYS:HD3 13:M:204:LYS:N 2.31 0.45
3:Q:46:VAL:HB 3:Q:215:VAL:CG1 2.46 0.45
7:U:228:ASN:HB3 16:U:242:HOH:O 2.16 0.45
7:U:232:ARG:HA 7:U:232:ARG:HE 1.80 0.45
1:A:82:GLY:O 1:A:85:TYR:HB3 2.16 0.45
5:E:75:GLY:HA3 5:E:221:PHE:CZ 2.51 0.45
6:F:35: THR:CG2 6:F:36: THR:N 2.78 0.45
7:G:18(M):SER:HB2 7:G:187:GLU:OE2 2.17 0.45
8:H:84:LYS:NZ 16:N:282:HOH:O 2.47 0.45
10:J:13:ILE:HD13 10:J:152:LEU:CD2 2.46 0.45
11:K:104:TYR:CE2 11:K:108:PRO:HG3 2.50 0.45
11:K:114:ASP:C 11:K:114:ASP:OD1 2.55 0.45
14:N:29:ARG:HG2 16:N:860:HOH:O 2.15 0.45
1:0:141:HIS:HA 1:0:146:GLY:O 2.17 0.45
4:R:29:GLU:OE2 4:R:32:LYS:HD2 2.16 0.45
5:5:2(B):THR:OG1 5:5:2(E):ASN:HB3 2.17 0.45
7:U:60:ASP:0D2 7:U:62: THR:OG1 2.35 0.45
1:A:122:GLU:C 1:A:124:THR:H 2.19 0.45
7:G:177:GLU:O 7:G:17(B):LYS:HG3 2.17 0.45
11:K:207:ASN:ND2 10:X:144:PRO:CD 2.80 0.45
13:M:91:ARG:HG3 13:M:92:SER:N 2.30 0.45
4:R:156: THR:CG2 5:5:83:PRO:HD3 2.43 0.45
8:V:75:ARG:HA 8:V:105:ASP:0OD1 2.15 0.45
9:W:20:LEU:C 9:W:20:LEU:HD13 2.36 0.45
14:2:55:ILE:HD11 14:2:95:LEU:HD13 1.98 0.45
2:B:143:ASP:0OD2 10:J:10(B):LYS:HE2 2.16 0.45
13:M:14(G):ILE:N 13:M:144:PRO:HD2 2.31 0.45
2:P:234:VAL:HG22 2:P:239: THR:HA 1.98 0.45
2:P:235:LYS:HD3 2:P:235:LYS:N 2.31 0.45
3:Q:11:ALA:CB 4:R:12:VAL:HG11 247 0.45
5:5:162:GLY:O 5:5:163: THR:HB 2.17 0.45
5:5:162:GLY:O 6:T:58:LEU:HD13 2.17 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
6:T:36:. THR:HB 6:T:168:GLY:H 1.81 0.45
6:T:172:ALA:O 6:T:176:LEU:HD23 2.17 0.45
6:T:21(B): THR:HG22 6:T:222:LYS:HD3 1.97 0.45
7:U:72:ARG:HB2 7:U:72:ARG:HH11 1.80 0.45
8:V:172:ASN:HD22 8:V:193: THR:HA 1.81 0.45
12:7:3:ILE:HD13 12:7:100:ILE:HD13 1.96 0.45
14:2:112: THR:CG2 14:2:120:HIS:HB2 2.46 0.45
3:C:154:SER:OG 3:C:156:ILE:HG12 2.17 0.45
7:G:60:ASP:0OD2 7:G:62: THR:OG1 2.33 0.45
7:G:152:ASP:0OD1 7:G:154:ALA:HB3 2.17 0.45
9:1:12:VAL:HG13 9:1:108:PRO:HB3 1.99 0.45
9:1:93:GLY:N 9:1:94:PRO:CD 2.80 0.45
13:M:186:PHE:CE1 13:M:188:LYS:HG3 2.52 0.45
2:P:21(A):LYS:O 2:P:21(B):GLY:C 2.54 0.45
6:T1:205:ASN:O 6:T:20(B):GLU:N 2.50 0.45
7:U:152:ASP:OD1 7:U:154:ALA:HB3 2.16 0.45
8:V:63:ILE:HG23 8:V:74:PRO:HB3 1.99 0.45
11:Y:208:ASN:CG 11:Y:209:VAL:N 2.67 0.45
4:D:120:ALA:CB 4:D:155:GLY:HA2 2.46 0.45
6:F:127:ASN:N 6:F:127:ASN:HD22 2.13 0.45
6:F:192:GLN:O 6:F:196:1LE:HG13 2.16 0.45
11:K:83:LEU:HD23 11:K:99: THR:HG21 1.97 0.45
1:0:92:SER:O 1:0:95:VAL:HG12 2.17 0.45
1:0:150:GLN:O 1:0:157:TYR:HA 2.16 0.45
3:Q:125:GLN:NE2 16:Q:872:HOH:O 2.50 0.45
6:T:176:LEU:O 6:T:180:VAL:HG23 2.16 0.45
7:U:56:ASP:HB3 7:U:59:LEU:HG 1.98 0.45
11:Y:174:ASN:HD21 11:Y:189:ASN:HB2 1.82 0.45
5:E:4:PHE:O 5:E:6:ASN:N 2.50 0.45
5:E:52:LYS:HB2 5:E:63:TYR:HB3 1.98 0.45
6:F:93:ARG:HD2 16:F:842:HOH:O 2.16 0.45
10:J:6:ILE:CD1 10:J:154:LEU:HD23 2.45 0.45
10:J:166:MET:HA 10:J:167:PRO:HD3 1.79 0.45
11:K:1: THR:CG2 11:K:2:THR:N 2.80 0.45
12:L:14(E):GLU:OE2 12:1:14(P):PRO:HD2 2.16 0.45
13:M:14(G):ILE:HB 13:M:144:PRO:CD 2.47 0.45
1:0:62:GLU:C 1:0:64:LEU:N 2.69 0.45
3:Q:46:VAL:HG22 3:Q:146:PRO:HB2 1.97 0.45
4:R:177:-LEU:HA 5:5:58: LEU:HD11 1.99 0.45
5:5:179:- THR:HG22 5:5:179: THR:O 2.17 0.45
9:W:12:VAL:HG13 9:W:108:PRO:HB3 1.99 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
9:W:172:GLY:O 9:W:173:ALA:HB2 2.17 0.45
12:7:5:GLY:O 12:7:124:CYS:HA 2.16 0.45
13:1:-4:ILE:HG22 13:1:-3:VAL:HG23 1.99 0.45
2:B:77:ALA:HB3 2:B:137:1ILE:HB 1.99 0.45
3:C:150:GLN:HE21 3:C:150:GLN:HB3 1.64 0.45
7:G:56:ASP:HB3 7:G:59:LEU-HG 1.98 0.45
12:L:76:1LE:CG2 12:L:77:ASN:N 2.80 0.45
13:M:8:TYR:O 13:M:108:GLN:NE2 2.49 0.45
4:R:17:PRO:HA 5:5:26:TYR:CD2 2.52 0.45
4:R:90:GLU:OE2 11:Y:69:ARG:NH1 2.50 0.45
6:T:142:ASP:0O 6:T:144:ASN:N 2.50 0.45
9:W:155:ILE:CG2 9:W:156:SER:N 2.79 0.45
10:X:52: THR:HG22 10:X:53:VAL:HG23 1.98 0.45
10:X:138:LEU:HD21 10:X:158:CYS:SG 2.56 0.45
11:Y:191:ASP:0OD2 11:Y:193:GLY:N 2.50 0.45
5E:78:LEU:HD12 5:E:78:LEU:O 2.17 0.45
10:J:24:ILE:O 10:X:133: TYR:OH 2.34 0.45
11:K:143:LYS:HB2 11:K:146:LEU:HD11 1.96 0.45
4:R:32:LYS:HG3 16:R:962:HOH:O 2.17 0.45
5:5:15:PHE:H 6:T:23:GLN:HE22 1.63 0.45
5:5:57:GLU:C 5:S:58:LEU:HD12 2.38 0.45
5:S:75:GLY:HA3 5:5:221:PHE:CZ 2.49 0.45
6:T:173:LYS:O 6:T:177:GLU:HG3 2.17 0.45
6:T:20(B):GLU:HG3 6:T:20(C):LYS:N 2.31 0.45
10:X:190:PHE:C 10:X:192:ALA:N 2.69 0.45
14:2:10(A):ASP:N 14:2:10(B):LYS:N 2.65 0.45
3:C:99:HIS:CG 3:C:107:VAL:HG12 2.52 0.44
4:D:75:GLY:HA3 4:D:221:PHE:CE2 2.52 0.44
4:D:123:PHE:CZ 4:D:131:PRO:HG3 2.52 0.44
5:E:175:TYR:CD2 5:E:196:ALA:HA 2.52 0.44
7:G:29:LYS:HD2 7:G:29:LYS:HA 1.74 0.44
8:H:10:ASN:C 8:H:180:ILE:HD12 2.37 0.44
10:J:-1:MET:CG 10:J:1:ASP:H 2.14 0.44
12:1:9:GLU:O 12:L:107:LYS:HA 2.16 0.44
13:M:208: THR:HG22 8:V:77:-VAL:HB 1.99 0.44
1:0:86:ARG:HH21 7:U:118:ASN:HD22 1.65 0.44
2:P:97:GLN:HE22 9:W:64:ASN:HD22 1.64 0.44
2:P:202: THR:HG21 2:P:204:SER:HB2 1.97 0.44
7:U:48:VAL:HG23 7:U:48:VAL:O 2.17 0.44
8:V:4:VAL:HG22 8:V:159:ILE:CD1 2.43 0.44
11:Y:143:LYS:HB2 11:Y:146:LEU:HD12 1.94 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
13:1:14(G):ILE:HB 13:1:144:PRO:CD 2.47 0.44
14:2:15:GLY:HA2 14:2:174:ARG:O 2.18 0.44
14:2:116:GLY:HA3 16:2:191:HOH:O 2.16 0.44
2:B:97:GLN:NE2 16:B:246:HOH:O 2.50 0.44
3:C:33:ARG:HB2 3:C:33:ARG:HH11 1.75 0.44
3:C:46:VAL:HG22 3:C:146:PRO:HB2 1.98 0.44
6:F:119:TYR:O 6:F:122:ALA:HB3 2.17 0.44
14:N:112: THR:CG2 14:N:120:HIS:HB2 2.45 0.44
2:P:63:THR:O 2:P:63: THR:HG22 2.18 0.44
3:Q:170:LYS:HB2 16:Q:833:HOH:O 2.16 0.44
9:W:93:GLY:N 9:W:94:PRO:CD 2.78 0.44
11:Y:10(A):ARG:HG2 | 11:Y:10(A):ARG:NH1 2.33 0.44
5:E:77:SER:OG 5:E:137:LEU:HB2 2.16 0.44
6:F:75:GLY:O 6:F:138:PHE:HA 2.17 0.44
6:F:210:LEU:HD21 6:F:212:ILE:HD11 2.00 0.44
7:G:232:ARG:HA 7:G:232:ARG:HE 1.82 0.44
10:J:190:PHE:C 10:J:192:ALA:N 2.71 0.44
11:K:174:ASN:HD21 11:K:189:ASN:HB2 1.81 0.44
13:M:148:VAL:HG23 16:M:502:HOH:O 2.16 0.44
14:N:156:LYS:HG2 14:N:18(J):LEU:HD11 1.99 0.44
2:P:126:HIS:HB3 3:Q:129:VAL:HG12 2.00 0.44
1:A:207:ASN:HA 1:A:233:LEU:CD1 2.48 0.44
3:C:46:VAL:HB 3:C:215:VAL:CG1 2.47 0.44
4:D:12(F):GLY:O 4:D:12(G):GLU:HB2 2.17 0.44
4:D:230:ALA:O 4:D:233:ILE:HB 2.18 0.44
7:G:48:VAL:HG23 7:G:48:VAL:O 2.17 0.44
8:H:195:ASN:HB3 12:7:192:LYS:HE3 1.98 0.44
14:N:37:-VAL:HG22 14:N:41:ILE:O 2.18 0.44
14:N:161:GLN:HE22 14:2:139:ASP:HB3 1.81 0.44
3:Q:57:LYS:HD2 3:Q:58:LEU:N 2.33 0.44
1:A:212:LEU:HD22 1:A:224:LEU:HD12 2.00 0.44
5:E:57:GLU:C 5:E:58:LEU:HD12 2.37 0.44
6:F:120:VAL:HG21 6:F:151:LEU:HD21 1.99 0.44
6:F:175:GLU:OE1 6:F:199:LEU:HD23 2.18 0.44
9:1:88:TYR:CE1 9:1:91:ARG:HD3 2.52 0.44
13:M:32:GLU:OE1 13:M:34:LEU:HB2 2.17 0.44
14:N:66: TYR:CE2 14:N:74:PRO:HB3 2.52 0.44
3:Q:227:GLU:H 3:Q:227:GLU:CD 2.21 0.44
6:T:43:ASN:N 6:T:43:ASN:ND2 2.65 0.44
7:U:29:LYS:HD2 7:U:29:LYS:HA 1.72 0.44
7:U:188:LYS:HD3 7:U:191:GLU:OE2 2.17 0.44

Continued on next page...




Page 59

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
9:W:6:MET:HG2 9:W:124:PHE:HB3 1.98 0.44
10:X:131:GLY:HA3 16:X:322:HOH:O 2.18 0.44
14:2:156:LYS:HG2 14:2:18(J):LEU:HD11 2.00 0.44
3:C:201:VAL:HG21 3:C:210:ILE:HD11 1.99 0.44
7:G:151: THR:HG22 7:G:157:TYR:CB 2.48 0.44
9:1:12:VAL:CG1 9:1:108:PRO:HB3 2.48 0.44
10:J:85:GLN:O 10:J:89:LYS:HG3 2.17 0.44
10:J:144:PRO:CD 11:Y:207:ASN:HD21 2.28 0.44
12:L:3:ILE:HD13 12:L:100:ILE:HD13 1.94 0.44
2:P:20:ARG:NH1 2:P:20:ARG:HG2 2.33 0.44
2:P:101:LYS:HG3 9:W:57:GLU:HB3 2.00 0.44
4:R:46:VAL:HG11 4:R:139:ALA:HB1 2.00 0.44
5:5:161:TYR:OH 6:T:61:PRO:HD2 2.17 0.44
12:7:114:ASP:HB3 12:7:118:SER:H 1.82 0.44
2:B:20:ARG:NH1 2:B:20:ARG:HG2 2.32 0.44
6:F:90:ASN:O 6:F:94:GLU:HG3 2.18 0.44
8:H:63:ILE:HG23 8:H:74:PRO:HB3 1.99 0.44
9:1:155:ILE:CG2 9:1:156:SER:N 2.80 0.44
11:K:1: THR:HA 11:K:33:LYS:HZ2 1.80 0.44
11:K:10(A):ARG:HB3 11:K:10(B):LYS:CE 2.47 0.44
7:U:39:ALA:HA 7:U:47:VAL:O 2.18 0.44
10:X:68:ILE:HG13 16:X:290:HOH:O 2.18 0.44
2:B:234:VAL:HG22 2:B:239: THR:HA 1.99 0.44
3:C:227:GLU:H 3:C:227:GLU:CD 2.22 0.44
4:D:192:LEU:O 4:D:196:ILE:HG13 2.17 0.44
5:E:179:.THR:HG22 5:E:179:THR:O 2.18 0.44
6:F:107:ILE:HA 6:F:108:PRO:HD3 1.82 0.44
6:F:214:TRP:CH2 6:F:21(A):GLU:HB3 2.52 0.44
2:P:124: THR:HG22 3:Q:130:ARG:NH2 2.15 0.44
5:5:40:LEU:N 5:5:40:LEU:HD23 2.32 0.44
5:5:117:CYS:SG 6:T:86:ARG:HD3 2.58 0.44
5:5:214:ILE:HG12 5:5:215:VAL:N 2.32 0.44
6:T:127:ASN:HD22 6:T:127:ASN:N 2.14 0.44
6:1:203:GLU:C 6:T:205:ASN:H 2.20 0.44
7:U:17(C):LYS:HE3 7:U:17(C):LYS:HB2 1.75 0.44
9:W:1:GLY:HA3 9:W:33:LYS:HE2 2.00 0.44
10:X:175:VAL:HG21 10:X:190:PHE:CD2 2.53 0.44
11:Y:142:TYR:C 11:Y:143:LYS:HD?2 2.38 0.44
2:B:63: THR:O 2:B:63: THR:HG22 2.17 0.44
2:B:183:ASP:0O 2:B:184:MET:O 2.36 0.44
3:C:195:ARG:HG3 3:C:236:ILE:HD13 1.99 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
6:F:43:ASN:N 6:F:43:ASN:ND2 2.65 0.44
6:F:103:TYR:O 6:F:104:LYS:HB3 2.18 0.44
6:F:20(B):GLU:HG3 6:F:20(C):LYS:N 2.33 0.44
10:J:34: THR:HG21 10:J:176:LYS:HZ2 1.83 0.44
12:L:76:1ILE:HG23 12:L:77:ASN:N 2.32 0.44
13:M:184:LEU:HD23 13:M:185: THR:N 2.32 0.44
5:5:175:TYR:CD2 5:S5:196:ALA:HA 2.52 0.44
6:T:103:TYR:O 6:T:104:LYS:HB3 2.17 0.44
6:T:192:GLN:NE2 6:T:195:LYS:CE 2.81 0.44
9:W:6:MET:HE3 9:W:155:1LE:CB 2.48 0.44
12:7:3:1ILE:HD12 12:7:3:ILE:O 2.17 0.44
13:1:149:GLN:H 13:1:149:GLN:HE21 1.62 0.44
2:B:149:TYR:CE1 3:C:62(A):ILE:HD13 2.53 0.43
3:C:57:-LYS:HD2 3:C:58:LEU:N 2.33 0.43
7:G:110:ASP:HB3 7:G:149:TYR:CZ 2.53 0.43
7:G:203:THR:HG22 7:G:204:GLU:O 2.18 0.43
8:H:105:ASP:HB2 8:H:10(A):PRO:CD 2.47 0.43
9:1:55:LEU:HD23 9:1:55:LEU:HA 1.86 0.43
3:Q:195:ARG:HGS3 3:Q:236:ILE:HD13 1.99 0.43
4:R:123:PHE:CZ 4:R:131:PRO:HG3 2.53 0.43
12:7:90:LYS:HD3 12:7:95:TYR:CZ 2.53 0.43
13:1:-5:PRO:HD3 13:1:96:TRP:CE2 2.52 0.43
13:1:190:LEU:N 13:1:190:LEU:HD12 2.33 0.43
12:L:152:ILE:O 12:1:156:ARG:HG3 2.18 0.43
5:5:49:VAL:HG13 5:5:212:ILE:HG12 2.00 0.43
5:5:214:ILE:O 5:S:221:PHE:HA 2.18 0.43
11:Y:160:LEU:CD1 11:Y:192:VAL:HG13 2.48 0.43
5:E:40:LEU:N 5:E:40:LEU:HD23 2.33 0.43
9:1:28:SER:CB 10:J:120: VAL:HG21 2.48 0.43
11:K:142: TYR:C 11:K:143:LYS:HD?2 2.38 0.43
12:L:5:GLY:HA2 12:L:13:VAL:O 2.18 0.43
1:0:39:GLY:HA2 1:0:47:VAL:O 2.18 0.43
16:5:656:HOH:O 6:T:12:ASN:HB2 2.18 0.43
8:V:214:.LEU:HD11 9:W:190:LYS:HA 1.99 0.43
11:Y:65:LEU:O 11:Y:69:ARG:HB2 2.19 0.43
11:Y:114:ASP:C 11:Y:114:ASP:OD1 2.56 0.43
12:7:5:GLY:HA2 12:7:13:VAL:O 2.18 0.43
12:7:8:GLY:HA3 12:7:11:PHE:CZ 2.53 0.43
12:7:113:PHE:CD2 12:7:119:TYR:HB3 2.53 0.43
14:2:144:GLU:HG2 16:2:1115:HOH:O 2.17 0.43
1:A:39:GLY:HA2 1:A:47:-VAL:O 2.18 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:177:LEU.HD22 5:E:58:LEU:CD1 2.48 0.43
11:K:208:ASN:CG 11:K:209:VAL:N 2.66 0.43
12:L:90:LYS:HD3 12:L:95:TYR:CZ 2.54 0.43
2:P:190:1ILE:HG23 2:P:212:PHE:CE2 2.53 0.43
3:Q:52:ARG:HD2 3:Q:208:LYS:0 2.19 0.43
3:C:85:SER:O 3:C:89:ILE:CD1 2.66 0.43
5:E:18(F):ILE:HB 5:E:189:LEU:HG 2.01 0.43
6:F:109:1ILE:HG21 6:F:147-HIS:HB2 1.99 0.43
6:F:205:ASN:O 6:F:20(B):GLU:N 2.51 0.43
8:H:159:ILE:HG22 &:H:163:1LE:CD1 2.49 0.43
10:J:39:PRO:HG2 10:J:73:GLU:CD 2.38 0.43
11:K:65:LEU:O 11:K:69:ARG:HB2 2.19 0.43
11:K:75:SER:HB2 11:K:106:GLU:OE2 2.18 0.43
3:Q:76:LEU:C 3:Q:76:LEU:HD23 2.38 0.43
3:Q:163:GLN:CA 3:Q:163:GLN:NE2 2.80 0.43
3:Q:18(B):ARG:HH21 4:R:58:LEU:C 2.21 0.43
7:U:34(A):ASN:ND2 7:U:167:PRO:HG2 2.32 0.43
7:U:141:VAL:HG21 7:U:216:THR:HA 2.00 0.43
9:W:137:MET:CE 9:W:161:ASN:HB2 2.49 0.43
11:Y:40:PHE:CD2 11:Y:40:PHE:N 2.86 0.43
13:1:91:ARG:HG3 13:1:92:SER:N 2.33 0.43
14:2:146:MET:HE3 14:2:150:GLU:HB3 1.99 0.43
2:B:13: THR:O 3:C:130:ARG:HD3 2.19 0.43
4:D:205:GLU:HA 4:D:205:GLU:OE2 2.18 0.43
10:J:144:PRO:HD3 11:Y:207:ASN:CG 2.38 0.43
11:K:80:SER:HA 11:K:101:ILE:HD12 2.01 0.43
12:1:113:PHE:CD2 12:L:119:TYR:HB3 2.53 0.43
4:R:123:PHE:CE1 4:R:131:PRO:HG3 2.53 0.43
7:U:18(M):SER:HB2 7:U:187:GLU:OE2 2.17 0.43
9:W:14:1ILE:HG22 9:W:176:TYR:HB2 2.00 0.43
10:X:17:SER:HB2 10:X:170:PHE:HB2 2.00 0.43
10:X:154:LEU:HD12 10:X:154:LEU:HA 1.85 0.43
13:1:186:PHE:HE1 13:1:188:LYS:HG3 1.84 0.43
2:B:207:TYR:CG 2:B:208:ASP:N 2.87 0.43
4:D:158:TYR:HB3 4:D:160:TYR:CE1 2.54 0.43
6:F:203:GLU:OE1 6:F:203:GLU:HA 2.19 0.43
9:1:137:MET:SD 12:7:136:PRO:HB2 2.59 0.43
12:1:114:ASP:HB3 12:1:118:SER:H 1.84 0.43
14:N:58:ILE:O 14:N:61:TYR:HB3 2.19 0.43
3:Q:173:ARG:HB2 3:Q:173:ARG:NH1 2.34 0.43
5:5:100:SER:O 5:S5:104:ASN:N 2.46 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
8:V:80:LEU:HD12 8:V:113:ILE:HD11 2.01 0.43
13:1:82:TYR:O 13:1:85:THR:HB 2.18 0.43
2:B:81:LEU:HD23 2:B:133:GLY:HA3 2.00 0.43
7:G:129:MET:HE3 16:G:561:HOH:O 2.19 0.43
7:G:198:ILE:O 7:G:202:GLY:N 2.52 0.43
11:K:207:ASN:CG 10:X:144:PRO:HD3 2.39 0.43
12:L:-6:PRO:O 13:M:91:ARG:NH1 2.39 0.43
3:Q:99:HIS:CG 3:Q:107:-VAL:HG12 2.54 0.43
3:Q:163:GLN:HA 3:Q:163:GLN:NE2 2.19 0.43
5:5:171:GLY:HA3 5:5:199:GLN:O 2.19 0.43
7:U:169:GLN:NE2 7:U:170:GLN:N 2.67 0.43
11:Y:1:THR:HG22 11:Y:2:THR:N 2.33 0.43
12:7:-2:ASN:HA 12:7:21:ILE:O 2.19 0.43
5:E:177:GLU:HA 6:F:58:LEU:HD21 2.00 0.43
8:H:1: THR:HG23 8:H:33:LYS:HD3 2.00 0.43
9:1:6: MET:HG2 9:1:124:PHE:HB3 2.00 0.43
11:K:25:TRP:CH2 12:1:132:SER:HA 2.53 0.43
11:K:160:LEU:CD1 11:K:192:VAL:HG13 2.49 0.43
11:K:205:SER:C 11:K:207:ASN:N 2.71 0.43
14:N:115:LEU:HD12 14:N:115:LEU:HA 1.85 0.43
3:Q:164: THR:HG21 3:Q:172:VAL:HG13 2.01 0.43
5:S:18(F):ILE:HB 5:S:189:LEU:HG 2.00 0.43
7:U:110:ASP:HB3 7:U:149:TYR:CZ 2.53 0.43
8:V:22:GLN:HG3 8:V:27:ALA:HB2 2.01 0.43
1:A:13:THR:HG22 1:A:21:LEU:HD22 2.00 0.43
1:A:49:ALA:HB2 1:A:212:LEU:HG 2.00 0.43
2:B:235:LYS:HD3 2:B:235:LYS:N 2.34 0.43
3:C:159:SER:O 4:D:59:LEU:HD22 2.19 0.43
4:D:150:HIS:O 4:D:157:PHE:HA 2.18 0.43
5:E:18(C):PHE:C 5:E:18(F):ILE:HG12 2.39 0.43
7:G:8:TYR:C 7:G:10:ARG:H 2.22 0.43
11:K:38:ASN:HB2 11:K:39:PRO:CD 2.48 0.43
11:K:208:ASN:ND2 11:K:209:VAL:H 2.15 0.43
14:N:18(G):TYR:HA 14:N:18(J):LEU:HG 2.01 0.43
2:P:5:SER:O 2:P:7:ARG:N 2.52 0.43
3:Q:46:VAL:HG11 3:Q:139:ALA:HB1 2.01 0.43
3:Q:154:SER:OG 3:Q:156:ILE:HG12 2.18 0.43
4:R:158:TYR:HB3 4:R:160:TYR:CE1 2.54 0.43
4:R:230:ALA:O 4:R:233:ILE:HB 2.18 0.43
6:T:109:ILE:HB 6:T:110:PRO:HD3 2.00 0.43
7:U:203: THR:HG22 7:U:204:GLU:O 2.18 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
9:W:6:MET:HE1 9:W:155:1LE:HA 1.98 0.43
10:X:166:MET:HA 10:X:167:PRO:HD3 1.79 0.43
1:A:39:GLY:O 1:A:162:ALA:HA 2.19 0.42
2:B:17:PRO:HA 3:C:26:TYR:CD1 2.54 0.42
3:C:76:LEU:HD23 3:C:76:LEU:C 2.39 0.42
4:D:117:CYS:SG 4:D:157:PHE:HB3 2.59 0.42
4:D:123:PHE:CE1 4:D:131:PRO:HG3 2.54 0.42
5:E:5:ARG:HG3 5:E:22:PHE:CD1 2.54 0.42
6:F:186:ALA:HB3 16:F:698:HOH:O 2.17 0.42
7:G:55:PRO:HG2 7:G:56:ASP:H 1.84 0.42
8:H:22:GLN:HG3 S:H:27:ALA:HB2 2.00 0.42
8:H:75:ARG:HA 8:H:105:ASP:0OD1 2.19 0.42
10:J:17:SER:HB2 10:J:170:PHE:HB2 2.01 0.42
11:K:41:LEU:HD23 11:K:41:LEU:HA 1.91 0.42
11:K:50:ALA:CB 12:1:116:VAL:HG23 2.48 0.42
3:Q:55:THR:C 3:Q:56:LEU:HD22 2.39 0.42
5:5:79:ALA:HA 16:S:257:HOH:O 2.19 0.42
6:T:109:ILE:HG21 6:T:147:HIS:HB2 2.00 0.42
7:U:151:THR:HG22 7:U:157'TYR:CB 2.49 0.42
11:Y:38:ASN:HB2 11:Y:39:PRO:CD 2.49 0.42
14:2:37:VAL:HG22 14:2:41:1LE:O 2.18 0.42
5:E:214:1LE:O 5:E:221:PHE:HA 2.18 0.42
6:F:87:HIS:HD2 6:F:132:PHE:CE2 2.37 0.42
6:F:172:ALA:O 6:F:176:LEU:HD23 2.19 0.42
12:L:25:SER:HB3 16:L:444:HOH:O 2.19 0.42
2:P:41:MET:HG3 2:P:46:1ILE:HD13 2.02 0.42
3:QQ:159:SER:O 4:R:59:LEU:HD22 2.19 0.42
4:R:117:CYS:HB3 4:R:155:GLY:O 2.19 0.42
9:W:66:TYR:CE1 9:W:70:GLU:HG3 2.55 0.42
10:X:20:VAL:HG11 11:Y:120:LEU:HD11 2.01 0.42
11:Y:75:SER:HB2 11:Y:106:GLU:OE2 2.19 0.42
13:1:7:LYS:HB3 13:1:12:VAL:HG12 2.01 0.42
13:1:184:LEU:HD23 13:1:185: THR:N 2.34 0.42
1:A:177:GLU:CG 2:B:58:LEU:HD22 2.50 0.42
3:C:46:VAL:O 3:C:215:VAL:HG12 2.20 0.42
5:E:125:GLN:HB3 16:E:1296:HOH:O 2.19 0.42
11:K:137:VAL:HG21 11:K:161:ALA:CB 2.49 0.42
13:M:115:LEU:HD23 13:M:115:LEU:N 2.35 0.42
2:P:28:LEU:HA 2:P:31:ILE:HG13 2.00 0.42
2:P:53:LYS:0O 2:P:54:VAL:O 2.38 0.42
2:P:73:LYS:HE2 2:P:106:ASP:0OD2 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
2:P:141:TYR:CD1 2:P:141:TYR:C 2.92 0.42
2:P:163:1ILE:HG13 2:P:164:SER:N 2.34 0.42
5:5:201:LEU:O 5:5:202:ARG:CB 2.60 0.42
6:T:214: TRP:CH2 6:T:21(A):GLU:HB3 2.54 0.42
7:U:152:ASP:HB2 7:U:153:PRO:CD 2.49 0.42
7:U:191:GLU:CG 7:U:232:ARG:HG3 2.49 0.42
10:X:185:ARG:HG2 10:X:185:ARG:NH1 2.35 0.42
11:Y:4:LEU:HD13 11:Y:159:ILE:CD1 2.50 0.42
11:Y:9:GLN:NE2 11:Y:146:LEU:O 2.52 0.42
11:Y:25: TRP:CH2 12:7:132:SER:HA 2.54 0.42
14:2:179: THR:HB 16:2:917:HOH:O 2.19 0.42
1:A:92:SER:O 1:A:95:VAL:HG12 2.19 0.42
2:B:28:LEU:HA 2:B:31:ILE:HG13 2.01 0.42
4:D:194:LEU:HD12 4:D:194:LEU:HA 1.86 0.42
7:G:228:ASN:HB3 16:G:255:HOH:O 2.18 0.42
8:H:83:LEU:HD13 8:H:113:ILE:HD12 2.02 0.42
10:J:68:ILE:HG13 16:J:810:HOH:O 2.18 0.42
11:K:40:PHE:CD2 11:K:40:PHE:N 2.87 0.42
13:M:-4:ILE:HG22 13:M:-3:VAL:HG23 2.01 0.42
13:M:7:LYS:HB3 13:M:12:VAL:HG12 2.01 0.42
2:P:6:ARG:HH11 2:P:6:ARG:HG3 1.83 0.42
2:P:69:LYS:HG3 2:P:221:GLN:OE1 2.19 0.42
4:R:238:LYS:HE2 4:R:238:LYS:HB3 1.81 0.42
5:5:136:LEU:HD12 5:S5:151:PHE:CD2 2.54 0.42
7:U:143:GLU:HA 7:U:217:LYS:NZ 2.34 0.42
9:W:12:VAL:CG1 9:W:108:PRO:HB3 2.49 0.42
1:A:35:VAL:HG11 1:A:51:GLU:HB3 2.01 0.42
2:B:27:ALA:O 2:B:30:SER:HB3 2.19 0.42
2:B:141:TYR:CD1 2:B:141:TYR:C 2.93 0.42
7:G:39:ALA:HA 7:G:47:VAL:O 2.19 0.42
9:1:1:GLY:HA3 9:1:33:LYS:HE2 2.00 0.42
11:K:126:CYS:HB2 11:K:135: TYR:CE1 2.54 0.42
11:K:140:SER:OG 10:X:141:HIS:HE1 2.02 0.42
12:L:179: THR:HG21 16:L:1161:HOH:O 2.19 0.42
6:T:171:SER:O 6:T:174:ALA:HB3 2.20 0.42
6:1:210:LEU:HD21 6:T:212:ILE:HD11 2.00 0.42
13:1:4:ILE:HG21 13:1:134:ALA:CB 2.49 0.42
14:2:58:ILE:O 14:2:61:TYR:HB3 2.18 0.42
2:B:101:LYS:NZ 10:J:85:GLN:HE22 2.16 0.42
2:B:238:.ILE:O 2:B:238:ILE:HG22 2.19 0.42
5:E:98: TYR:CE1 5:E:102:VAL:HG21 2.55 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
5:E:171:GLY:HA3 5:E:199:GLN:O 2.19 0.42
10:J:113:ILE:CG1 10:J:119:LYS:HG3 2.47 0.42
10:J:133:TYR:HE1 16:J:876:HOH:O 1.99 0.42
11:K:180:GLU:HB2 16:K:924:HOH:O 2.17 0.42
4:R:160: TYR:HA 5:5:59:SER:HA 2.01 0.42
6:T:202:HIS:O 6:T:202:HIS:CG 2.73 0.42
11:Y:143:LYS:HB2 11:Y:146:LEU:HD11 1.96 0.42
14:2:55:1LE:O 14:2:59:VAL:HG23 2.20 0.42
1:A:77:-VAL:HG12 1:A:137:LEU:HB2 2.00 0.42
2:B:53:LYS:0O 2:B:54:VAL:O 2.38 0.42
5:E:185:ASN:HA 5:E:186:PRO:HD2 1.94 0.42
6:F:11:SER:HB3 6:F:14:VAL:CG2 2.50 0.42
9:1:22:SER:O 9:1:23:GLN:HB2 2.20 0.42
9:1:74:1LE:HD11 9:1:78: THR:HG22 2.01 0.42
12:1:13:VAL:HG12 12:L:177:ILE:HG13 2.00 0.42
13:M:-4:ILE:HG22 13:M:-3:VAL:N 2.35 0.42
13:M:1:THR:OG1 13:M:2:SER:N 2.53 0.42
13:M:4:ILE:HG21 13:M:134:ALA:CB 2.49 0.42
13:M:147:THR:O0G1 13:M:150:VAL:HG23 2.19 0.42
14:N:3:ILE:HG22 14:N:16:ALA:CB 2.49 0.42
14:N:146:MET:HE3 14:N:150:GLU:HB3 2.00 0.42
1:0:39:GLY:0O 1:0:162:ALA:HA 2.19 0.42
2:P:81:LEU:HD23 2:P:133:GLY:HA3 2.00 0.42
2:P:229:ILE:O 2:P:233:LEU:HB2 2.19 0.42
3:Q:47:VAL:HG23 3:Q:189:CYS:SG 2.59 0.42
4:R:150:HIS:O 4:R:157:PHE:HA 2.19 0.42
5:5:116:LEU:HD23 5:5:116:LEU:HA 1.90 0.42
5:S:160:LEU:HD12 5:S:163: THR:HG21 2.01 0.42
7:U:119:LEU:HD12 7:U:119:LEU:HA 1.85 0.42
8:V:159:ILE:HG22 &:V:163:1LE:CD1 2.50 0.42
9:W:7:-THR:CG2 9:W:110:ILE:HG12 2.50 0.42
13:1:115:LEU:N 13:1:115:LEU:HD23 2.34 0.42
1:A:141:HIS:HA 1:A:146:GLY:O 2.20 0.42
2:B:12:THR:HB 2:B:23:GLN:HG3 2.02 0.42
2:B:229:ILE:O 2:B:233:LEU:HB2 2.20 0.42
3:C:173:ARG:NH1 3:C:173:ARG:HB2 2.35 0.42
2:P:101:LYS:HZ2 10:X:85:GLN:NE2 2.15 0.42
16:P:462:HOH:O 3:Q:87:1LE:HD11 2.20 0.42
7:U:25:GLU:O 7:U:28:PHE:HB2 2.20 0.42
7:U:186:TRP:CZ3 7:U:224:LEU:HD21 2.54 0.42
7:U:187:GLU:O 7:U:191:GLU:HG3 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
11:Y:104:TYR:CZ 11:Y:180:GLU:HB2 2.55 0.42
13:1:1: THR:O 13:1:46:SER:HB2 2.20 0.42
3:C:46:VAL:HG11 3:C:139:ALA:HB1 2.01 0.42
4:D:46:VAL:HG11 4:D:139:ALA:HB1 2.01 0.42
4:D:170:GLU:N 4:D:170:GLU:OE1 2.53 0.42
8:H:214:LEU:HD11 9:1:190:LYS:HA 2.02 0.42
10:J:2:ILE:O 10:J:3:ILE:HD13 2.19 0.42
14:N:171:GLY:HA2 13:1:197:TRP:CH2 2.54 0.42
2:P:5:SER:C 2:P:7:ARG:N 2.73 0.42
2:P:12:THR:HB 2:P:23:GLN:HG3 2.02 0.42
3:Q:46:VAL:O 3:Q:215:VAL:HG12 2.19 0.42
5:5:5:ARG:HG3 5:5:22:PHE:CD1 2.54 0.42
5:5:18(C):PHE:C 5:S:18(F):ILE:HG12 2.39 0.42
7:U:67:ILE:HD12 7:U:211:GLU:HG2 2.01 0.42
9:W:6:MET:HE3 9:W:155:1LE:CG1 2.47 0.42
11:Y:7:ARG:HG3 11:Y:12:ILE:HG12 2.02 0.42
12:7:90:LYS:HB3 12:7:93:PHE:O 2.19 0.42
13:1:-4:ILE:HG22 13:1:-3:VAL:N 2.34 0.42
3:C:52:ARG:HD2 3:C:208:LYS:0O 2.19 0.42
3:C:163:GLN:NE2 3:C:164:THR:H 2.17 0.42
6:F:142:ASP:O 6:F:144:ASN:N 2.53 0.42
7:G:17(C):LYS:HB2 7:G:17(C):LYS:HE3 1.76 0.42
9:I:6:MET:HE3 9:1:155:ILE:CG1 2.49 0.42
14:N:15:GLY:HA2 14:N:174:ARG:O 2.20 0.42
3:Q:163:GLN:NE2 3:Q:164: THR:H 2.17 0.42
4:R:102:TYR:O 12:7:81:ARG:HG3 2.19 0.42
4:R:170:GLU:OE1 4:R:170:GLU:N 2.53 0.42
11:Y:31:VAL:HG11 15:Y:300:EP9:C9 2.50 0.42
5:E:38:VAL:HG22 5:E:164:ALA:CB 2.49 0.41
5:E:137:LEU:CD2 5:E:150:GLU:HG3 2.50 0.41
6:F:173:LYS:O 6:F:177:GLU:HG3 2.20 0.41
11:K:208:ASN:HD21 9:W:29:ASN:ND2 2.17 0.41
4:R:67:ILE:HG22 4:R:221:PHE:HZ 1.84 0.41
4:R:12(G):GLU:HG2 4:R:125:GLU:H 1.85 0.41
4:R:195:LYS:HE2 4:R:199:GLN:OE1 2.20 0.41
4:R:205:GLU:HA 4:R:205:GLU:OE2 2.20 0.41
5:5:137:LEU:CD2 5:5:150:GLU:HG3 2.50 0.41
8:V:128:GLY:O 8:V:131:SER:CB 2.68 0.41
1:A:130:ARG:HG2 7:G:125:GLN:HG3 2.03 0.41
5:E:49:VAL:HG13 5:E:212:1LE:HG12 2.00 0.41
6:F:127:ASN:ND2 6:F:127:ASN:H 2.19 0.41
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
7:G:141:VAL:HG21 7:G:216:THR:HA 2.01 0.41
8:H:192:LEU:HD23 8:H:192:LEU:HA 1.91 0.41
12:1:8:GLY:HA3 12:L:11:PHE:CZ 2.54 0.41
13:1:17:ASP:C 13:1:17:ASP:OD2 2.57 0.41
14:2:20: THR:HG1 14:2:28:ASN:HB3 1.84 0.41
14:2:150:GLU:O 14:2:153:ASP:HB2 2.20 0.41
1:A:31:VAL:HG13 1:A:79:SER:O 2.20 0.41
2:B:190:ILE:HG23 2:B:212:PHE:CE2 2.55 0.41
4:D:97:VAL:HG11 11:K:65:LEU:HD22 2.02 0.41
5:E:141:TYR:CE1 5:E:145:GLY:HA2 2.56 0.41
10:J:20:VAL:HG11 11:K:120:LEU:HD11 2.01 0.41
10:J:138:LEU:HD21 10:J:158:CYS:SG 2.60 0.41
11:K:4:.LEU:C 11:K:4:LEU:CD2 2.89 0.41
12:L:-2:ASN:HA 12:L:21:ILE:O 2.20 0.41
14:N:20: THR:HG1 14:N:28:ASN:HB3 1.84 0.41
3:Q:36:CYS:N 3:Q:51:GLU:HG2 2.34 0.41
6:T:29:LYS:HD3 6:T:29:LYS:HA 1.92 0.41
6:T:204:ASP:0OD1 6:T:204:ASP:N 2.52 0.41
8:V:143:LYS:HG2 8:V:146:LEU:HD21 2.01 0.41
11:Y:1:THR:CA 11:Y:33:LYS:HZ3 2.31 0.41
1:A:26:TYR:CD1 1:A:26:TYR:N 2.85 0.41
2:B:69:LYS:HG3 2:B:221:GLN:OE1 2.19 0.41
4:D:117:CYS:HB3 4:D:155:GLY:O 2.21 0.41
4:D:195:LYS:HE2 4:D:199:GLN:OE1 2.20 0.41
6:F:204:ASP:OD1 6:F:204:ASP:N 2.54 0.41
9:I:6:MET:CE 9:1:155:ILE:HG13 2.49 0.41
9:I.7.THR:CG2 9:I:110:ILE:HG12 2.50 0.41
13:M:26:LEU:HD12 14:2:164:LYS:O 2.21 0.41
14:N:114:PRO:HG2 16:N:194:HOH:O 2.21 0.41
1:0:26:TYR:N 1:0:26:TYR:CD1 2.86 0.41
4:R:148:LEU:HB3 4:R:160: TYR:O 2.20 0.41
5:5:76:LEU:O 5:5:76:LEU:HD23 2.19 0.41
7:U:194:ILE:HG23 7:U:210:LEU:HD11 2.02 0.41
11:Y:16:VAL:HG21 11:Y:34:VAL:HG23 2.02 0.41
11:Y:10(A):ARG:HB3 11:Y:10(B):LYS:CE 2.48 0.41
12:7:161:SER:O 12:7:164:GLU:HB2 2.20 0.41
10:J:185:ARG:HG2 10:J:185:ARG:NH1 2.35 0.41
5:5:35:SER:HB3 5:5:66:LYS:HZ2 1.85 0.41
5:S5:38:VAL:HG22 5:S5:164:ALA:CB 2.50 0.41
6:T:75:GLY:0O 6:T:138:PHE:HA 2.20 0.41
7:U:8:TYR:C 7:U:10:ARG:H 2.24 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
10:X:152:LEU:HD13 10:X:193:GLN:HE22 1.86 0.41
11:Y:152:LEU:HD11 11:Y:187:HIS:CE1 2.55 0.41
13:1:32:GLU:OE1 13:1:34:LEU:HB2 2.19 0.41
4:D:148:LEU:HB3 4:D:160:TYR:O 2.20 0.41
5:E:41:ARG:NH1 5:E:42:SER:O 2.54 0.41
5:E:162:GLY:O 5:E:163:THR:HB 2.20 0.41
8:H:24:PRO:HG2 8:H:25:1LE:CD1 2.49 0.41
9:1:14:1ILE:HG22 9:1:176: TYR:HB2 2.02 0.41
10:J:175:VAL:HG21 10:J:190:PHE:CD2 2.55 0.41
11:K:4:LEU:HD13 11:K:159:ILE:CD1 2.50 0.41
4:R:177:LEU:HD13 5:5:58:. LEU:HD11 2.02 0.41
5:5:45:HIS:HB2 5:5:189:LEU:HD12 2.02 0.41
10:X:113:ILE:CG1 10:X:119:LYS:HG3 2.45 0.41
11:Y:137:VAL:HG21 11:Y:161:ALA:CB 2.50 0.41
2:B:6:ARG:HG3 2:B:6:ARG:HH11 1.84 0.41
5:E:139:ILE:HG22 5:E:148:LEU:CD1 2.50 0.41
7:G:152:ASP:HB2 7:G:153:PRO:CD 2.50 0.41
8:H:172:ASN:ND2 8:H:193: THR:HA 2.36 0.41
11:K:104:TYR:CZ 11:K:180:GLU:HB2 2.55 0.41
1:0:35:VAL:HG11 1:0:51:GLU:HB3 2.01 0.41
1:0:130:ARG:NH2 7:U:124:THR:HG22 2.21 0.41
1:0:207:ASN:HA 1:0:233:LEU:CD1 2.49 0.41
3:Q:11:ALA:HB3 4:R:12:VAL:HG11 2.01 0.41
4:R:121:LEU:HD13 5:5:130:ARG:NH2 2.33 0.41
6:T:162:GLY:O 7:U:58:LEU:HB3 2.21 0.41
7:U:118:ASN:HD22 7:U:118:ASN:HA 1.67 0.41
8:V:38:SER:HA 16:V:1269:HOH:O 2.20 0.41
10:X:85:GLN:HG2 10:X:89:LYS:HE3 2.02 0.41
11:Y:5:ALA:HA 11:Y:13:ILE:O 2.21 0.41
2:B:5:SER:O 2:B:7:ARG:N 2.54 0.41
7:G:186: TRP:CZ3 7:G:224:LEU:HD21 2.54 0.41
10:J:-1:MET:N 16:J:1335:HOH:O 2.42 0.41
13:M:-5:PRO:HD3 13:M:96: TRP:CE2 2.55 0.41
14:N:26:1ILE:HB 13:1:165:ARG:HA 2.03 0.41
1:0:11:SER:OG 2:P:129:LEU:HA 2.21 0.41
2:P:73:LYS:O 2:P:140:GLY:HA2 2.21 0.41
3:Q:158:SER:CB 4:R:59:LEU:HD21 2.50 0.41
4:R:208:ASP:C 4:R:20(A):ASN:H 2.23 0.41
6:T:87:HIS:HD2 6:T:132:PHE:CE2 2.37 0.41
8:V:24:PRO:HG2 8:V:25:.ILE:CD1 2.51 0.41
9:W:22:SER:O 9:W:23:GLN:HB2 2.21 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
12:7:70(A):ASN:O 12:7:72:LYS:N 2.54 0.41
13:1:205:GLY:HA3 16:1:367:HOH:O 2.20 0.41
1:A:86:ARG:HH21 7:G:118:ASN:HD22 1.69 0.41
1:A:233:LEU:O 1:A:236:LEU:HB2 2.20 0.41
2:B:73:LYS:HE2 2:B:106:ASP:0OD2 2.20 0.41
2:B:126:HIS:HB3 3:C:129:VAL:HG12 2.02 0.41
3:C:14:ILE:HD13 3:C:14:ILE:N 2.36 0.41
4:D:24:VAL:O 4:D:28:LEU:HD13 2.21 0.41
4:D:67:ILE:HG22 4:D:221:PHE:HZ 1.86 0.41
4:D:238:LYS:HE2 4:D:238:LYS:HB3 1.83 0.41
5:E:36:VAL:HG22 5:E:37:.THR:N 2.35 0.41
5:E:76:LEU:HD23 5:E:76:LEU:O 2.21 0.41
5:E:18(C):PHE:CD1 5:E:18(D):ILE:N 2.89 0.41
5:E:214:1LE:HG12 5:E:215:VAL:N 2.35 0.41
6:F:65:VAL:HG12 6:F:66:LYS:N 2.35 0.41
6:F:114:ASP:O 6:F:118:GLN:HG2 2.21 0.41
6:F:214:TRP:CD1 6:F:214:- TRP:N 2.89 0.41
9:I:171: TRP:HH2 11:Y:165:ARG:NH1 2.19 0.41
10:J:34:THR:CG2 10:J:176:LYS:NZ 2.83 0.41
10:J:110:LEU:O 10:J:121:GLU:HG2 2.21 0.41
10:J:157:LEU:HD12 10:J:157:LEU:HA 1.93 0.41
12:L:3:ILE:HD12 12:L:3:ILE:C 2.41 0.41
13:M:82:TYR:O 13:M:85:THR:HB 2.20 0.41
1:0:97:HIS:HD2 8:V:61:SER:OG 2.04 0.41
2:P:207:TYR:CG 2:P:208:ASP:N 2.89 0.41
2:P:238:.ILE:O 2:P:238:.1LE:HG22 2.20 0.41
3:Q:33:ARG:HHI11 3:Q:33:ARG:HB3 1.84 0.41
5:5:48:LEU:HG 5:S5:139:ILE:HD13 2.02 0.41
5:S:139:ILE:HG22 5:S:148:LEU:CD1 2.49 0.41
6:T:119:TYR:O 6:T:122:ALA:HB3 2.21 0.41
7:U:100:ARG:HH11 7:U:100:ARG:HG3 1.85 0.41
8:V:1:THR:HG23 8:V:33:LYS:HD3 2.03 0.41
8:V:83:LEU:HD13 8:V:113:ILE:HD12 2.03 0.41
9:W:110:ILE:CD1 9:W:125:.1LE:HG12 2.51 0.41
11:Y:126:CYS:HB2 11:Y:135:TYR:CE1 2.56 0.41
11:Y:205:SER:C 11:Y:207:ASN:N 2.69 0.41
13:1:-6:GLN:O 13:1:-4:ILE:HD12 2.21 0.41
13:1:19:LEU:HD21 13:1:26:LEU:HD22 2.03 0.41
5:E:2(B):THR:N 5:E:2(E):ASN:HD22 2.13 0.41
6:F:15:PHE:HB2 7:G:23:GLN:OE1 2.20 0.41
6:F:93:ARG:CD 16:F:842:HOH:O 2.69 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
6:F:202:HIS:O 6:F:202:HIS:CG 2.74 0.41
9:1:171: TRP:HH2 11:Y:165:ARG:HH11 1.68 0.41
10:J:35:ARG:HA 10:J:35:ARG:HD3 1.75 0.41
12:L:90:LYS:HB3 12:1:93:PHE:O 2.21 0.41
12:L:148:VAL:O 12:L:152:ILE:HG13 2.21 0.41
1:0:195:LEU:HD23 1:0:236:LEU:HD21 2.03 0.41
2:P:40:ILE:HD12 2:P:193:ALA:HB2 2.03 0.41
4:R:194:LEU:HD22 4:R:212:.LEU:HD11 2.03 0.41
6:T:11:SER:HB3 6:T:14:VAL:CG2 2.51 0.41
6:T:114:ASP:0O 6:T:118:GLN:HG2 2.21 0.41
7:U:6:ALA:C 7:U.8:TYR:H 2.24 0.41
7:U:158:VAL:CG2 7:U:159:GLY:N 2.84 0.41
9:W:6:MET:CE 9:W:155:1ILE:HG13 2.50 0.41
9:W:88:TYR:CE1 9:W:91:ARG:HD3 2.56 0.41
2:B:5:SER:C 2:B:7:ARG:N 2.74 0.40
3:C:167:ARG:O 3:C:168:ASN:HB2 2.21 0.40
6:F:176:LEU:O 6:F:180:VAL:HG23 2.20 0.40
7:G:158:VAL:CG2 7:G:159:GLY:N 2.83 0.40
8:H:147: THR:HG23 8:H:150:GLU:OE1 2.21 0.40
9:1:160:LEU:HD12 9:1:160: LEU:HA 1.95 0.40
10:J:45:PHE:HB3 10:J:99:VAL:HG12 2.02 0.40
10:J:90(A):ILE:HG12 10:J:116:LEU:HD23 2.03 0.40
11:K:200:LYS:HE3 11:K:206:PHE:O 2.20 0.40
14:N:12:VAL:HG22 14:N:13:ILE:N 2.36 0.40
14:N:24:ALA:HB3 13:1:129:PHE:HE2 1.86 0.40
14:N:30:VAL:HG11 13:1:199:PHE:CE2 2.56 0.40
3:Q:75:VAL:HG13 3:Q:221:ILE:HD13 2.02 0.40
7:U:55:PRO:HG2 7:U:56:ASP:H 1.85 0.40
1:A:124:THR:CG2 1:A:124:THR:O 2.69 0.40
2:B:20:ARG:HG2 2:B:20:ARG:HH11 1.85 0.40
2:B:160: TRP:CZ3 3:C:59:GLN:HG2 2.57 0.40
4:D:156: THR:HG22 5:E:83:PRO:HD3 2.03 0.40
7:G:169:GLN:HE21 7:G:169:GLN:HB3 1.66 0.40
7:G:191:GLU:CG 7:G:232:ARG:HG3 2.51 0.40
9:1:137:-MET:CE 9:1:161:ASN:HB2 2.51 0.40
11:K:112: TYR:O 11:K:119:ARG:HA 2.22 0.40
13:M:184:LEU:HD23 13:M:184:LEU:C 2.42 0.40
4:R:160: TYR:HA 5:S:58:LEU:O 2.20 0.40
4:R:160:TYR:CZ 4:R:163:LYS:HD3 2.56 0.40
4:R:207:LEU:HD21 4:R:233:ILE:CD1 2.51 0.40
10:X:-1:MET:CG 10:X:1:ASP:H 2.15 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
10:X:143:ARG:HA 10:X:144:PRO:HD3 1.90 0.40
11:Y:195:LEU:O 11:Y:199:VAL:HG23 2.21 0.40
13:1:184:LEU:HD23 13:1:184:LEU:C 2.41 0.40
14:2:3:ILE:HG22 14:2:16:ALA:CB 2.50 0.40
2:B:171:ALA:O 2:B:175:LEU:HG 2.21 0.40
4:D:12(D):ALA:HB3 4:D:126:ARG:HG3 2.04 0.40
4:D:161:ASN:HB3 4:D:180: TRP:CE2 2.57 0.40
6:F:195:LYS:O 6:F:199:LEU:HD13 2.22 0.40
9:1:66: TYR:CE1 9:1:70:GLU:HG3 2.56 0.40
10:J:59:ILE:HD13 10:J:59:ILE:HA 1.96 0.40
13:M:104:VAL:CG2 13:M:178:ILE:HG22 2.46 0.40
4:R:65:GLU:HA 16:R:750:HOH:O 2.21 0.40
6:T:18:ASP:0D2 6:T:18:ASP:N 2.51 0.40
10:X:34:THR:CG2 10:X:176:LYS:NZ 2.84 0.40
4:D:207:LEU:HD21 4:D:233:ILE:CD1 2.51 0.40
5:E:105:ARG:HB2 13:M:78: TYR:CE1 2.56 0.40
7:G:6:ALA:C 7:G:8:TYR:H 2.25 0.40
7:G:229:ILE:O 7:G:232:ARG:N 2.55 0.40
10:J:85:GLN:HG2 10:J:89:LYS:HE3 2.03 0.40
10:J:156:LYS:HE2 10:J:160:GLN:HE22 1.77 0.40
11:K:5:ALA:HA 11:K:13:1ILE:O 2.21 0.40
11:K:53:GLN:HE21 12:L:84:GLN:NE2 2.19 0.40
11:K:10(A):ARG:HG2 | 11:K:10(A):ARG:NH1 2.34 0.40
14:N:13:ILE:HD12 14:N:151: THR:HG22 2.02 0.40
1:0:36: THR:HG22 1:0:37:SER:N 2.36 0.40
1:0:233:LEU:O 1:0:236:LEU:HB2 2.20 0.40
5:S5:17:PRO:HA 6:T:26:TYR:CD2 2.57 0.40
7:U:16:SER:HA 16:U:584:HOH:O 2.21 0.40
11:Y:4:LEU:CD2 11:Y:4:LEU:C 2.90 0.40
12:7:148:VAL:O 12:7:152:ILE:HG13 2.21 0.40
13:1:112:TYR:HE1 13:1:127:-THR:HG22 1.85 0.40
13:1:162:LEU:O 13:1:163: TYR:CA 2.69 0.40
1:A:232:ARG:NH1 1:A:232:ARG:CG 2.84 0.40
3:C:232:TYR:O 3:C:236:ILE:HG13 2.20 0.40
4:D:112:LEU:HD13 4:D:112:LEU:O 2.22 0.40
7:G:143:GLU:HA 7:G:217:LYS:NZ 2.36 0.40
9:I:2:ILE:HD11 9:1:163:ALA:HB2 2.03 0.40
11:K:9:GLN:NE2 11:K:146:LEU:O 2.55 0.40
11:K:67:GLU:HG2 11:K:73:ARG:HA 2.04 0.40
11:K:152:LEU:HD11 11:K:187:HIS:CE1 2.57 0.40
13:M:191:GLN:HE21 13:M:191:GLN:HB3 1.52 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:0:161:LYS:HD3 1:0:180:TRP:CZ3 2.57 0.40
6:T:212:ILE:HG22 6:T:213:SER:N 2.37 0.40
9:W:2:ILE:HD11 9:W:163:ALA:HB2 2.04 0.40
10:X:54:GLN:NE2 16:X:874:HOH:O 2.52 0.40
12:7:3:ILE:HD12 12:7:3:1LE:C 2.41 0.40
13:1:70:ASN:ND2 13:1:70(A):ALA:HA 2.36 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 248/250 (99%) | 228 (92%) | 16 (6%) 4 (2%)
1 O 248/250 (99%) | 228 (92%) | 16 (6%) 4 (2%)
2 B 242/244 (99%) | 217 (90%) | 19 (8%) 6 (2%)
2 P 242/244 (99%) | 219 (90%) | 17 (%) 6 (2%)
3 C 239/241 (99%) | 219 (92%) | 15 (6%) 5 (2%)
3 Q 239/241 (99%) | 220 (92%) | 15 (6%) 4 (2%)
4 D 240/242 (99%) | 220 (92%) | 13 (5%) 7 (3%)
4 R 240/242 (99%) | 219 (91%) | 14 (6%) 7 (3%)
5 E 231/233 (99%) | 203 (88%) | 21 (9%) 7 (3%)
5 S 231/233 (99%) | 201 (87%) | 23 (10%) | 7 (3%)
6 F 242/244 (99%) | 222 (92%) | 16 (7%) 4 (2%)
6 T 242/244 (99%) | 222 (92%) | 16 (T%) | 4 (2%)
7 G 241/243 (99%) | 227 (94%) | 12 (5%) 2 (1%)
7 U 241/243 (99%) | 228 (95%) | 10 (4%) 3 (1%) 137 32
8 H 220/222 (99%) | 206 (94%) | 12 (6%) 2 (1%) 177 40
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
8 \Y 220/222 (99%) 206 (94%) | 11 (5%) 3 (1%) |11| 28
9 I 202/204 (99%) 191 (95%) | 10 (5%) 1 (0%) 29 54
9 W 202/204 (99%) 190 (94%) | 11 (5%) 1 (0%) 29 54
10 J 196/198 (99%) 183 (93%) | 11 (6%) 2 (1%) 151 37
10 X 196,/198 (99%) 184 (94%) | 10 (5%) 2 (1%) 151 37
11 K 210/212 (99%) 196 (93%) | 13 (6%) 1 (0%) 29 54
11 Y 210/212 (99%) 195 (93%) | 13 (6%) 2 (1%) 151 37
12 L 220/222 (99%) 205 (93%) | 13 (6%) 2 (1%) 177 40
12 Z 207/222 (93%) 195 (94%) | 10 (5%) 2 (1%) 151 37
13 1 212/233 (91%) 197 (93%) | 15 ("%) 0 100 § § 100
13 M 231/233 (99%) 213 (92%) | 17 (7%) 1 (0%) 34 60
14 2 183/196 (93%) | 171 (93%) | 12 (7%) 0 |
14 N 194/196 (99%) | 183 (94%) | 11 (6%) 0 |
All All 6269/6368 (98%) | 5788 (92%) | 392 (6%) | 89 (1%) 28

All (89) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 B 54 VAL
2 B 184 MET
2 B 21(C) | ASP
3 C 58 LEU
4 D 12(G) | GLU
5 E 5 ARG
5 E 202 ARG
5 E 217 LYS
10 J 192 ALA
2 P 184 MET
2 P 21(C) | ASP
3 Q 58 LEU
4 R 61 SER
4 R 12(G) | GLU
5 S 5 ARG
5 S 202 ARG
5 S 217 LYS
10 X 192 ALA
12 Z 71 ASP

Continued on next page...
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Mol | Chain | Res | Type
1 A 63 THR
1 A 167 LYS
2 B 21(B) | GLY
3 C 183 PRO
3 C 203 THR
4 D 61 SER
4 D 18(D) | SER
4 D 209 GLU
6 F 64 ASN
6 F 143 LYS
6 F 206 LYS
8 H 9 ASN

11 K 209 VAL
12 L 71 ASP
13 M 96 TRP
1 O 63 THR
1 O 167 LYS
2 P 54 VAL
2 P 21(B) | GLY
3 Q 183 PRO
3 Q 203 THR
4 R 18(D) | SER
4 R 209 GLU
6 T 64 ASN
6 T 143 LYS
6 T 206 LYS
8 \Y 9 ASN
11 Y 209 VAL
1 A 5 THR
4 D 12(C) | GLY
4 D 12(F) | GLY
bt E 64 GLN
7 G 239 GLN
9 | 93 GLY
10 J 8 VAL
1 O 5 THR
2 P 6 ARG
4 R 12(C) | GLY
4 R 12(F) | GLY
) S 64 GLN
7 U 239 GLN
8 \Y 96 GLY

Continued on next page...
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Mol | Chain | Res | Type
9 W 93 GLY
2 B 6 ARG
2 B 143 ASP
4 D 12(E) | SER
bt E 231 LYS
6 F 205 ASN
8 H 96 GLY
4 R 12(E) | SER
) S 180 LEU
6 T 205 ASN

10 X 8 VAL
5 E 180 LEU
7 G 7 GLY
2 P 143 ASP
3 Q 184 ALA
5 S 231 LYS
3 C 184 ALA
3 C 202 GLN
5 E 18(F) ILE
) S 18(F) ILE
7 U 7 GLY
7 U 184 ASN

12 Z 93 PHE

12 L 93 PHE
1 O 56 SER
1 A 56 SER
8 \Y 10(A) | PRO

11 Y 39 PRO

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 209/209 (100%) | 204 (98%) 5 (2%) 49 77
1 O 209/209 (100%) | 203 (97%) 6 (3%) 42 71
2 B 203/203 (100%) | 192 (95%) | 11 (5%) 22 47

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 P 203/203 (100%) | 192 (95%) 11 (5%) 22 47
3 C 213/213 (100%) | 203 (95%) 10 (5%) 26 o4
3 Q 213/213 (100%) | 203 (95%) 10 (5%) 26 54
4 D 198/198 (100%) | 187 (94%) 11 (6%) 21 45
4 R 198/198 (100%) | 187 (94%) 11 (6%) 21 45
5 E 192/192 (100%) | 174 (91%) | 18 (9%) 8 20
5 S 192/192 (100%) | 175 (91%) 17 (9%) 22
6 F 201/201 (100%) | 186 (92%) 15 (8%) 131 31
6 T 201/201 (100%) | 186 (92%) 15 (8%) 131 31
7 G 207/207 (100%) | 196 (95%) 11 (5%) 22 48
7 U 207/207 (100%) | 196 (95%) 11 (5%) 22 48
8 H 181/181 (100%) | 176 (97%) 5 (3%) 43 73
8 \Y 181/181 (100%) | 176 (97%) 5 (3%) 43 73
9 I 172/172 (100%) | 165 (96%) 7 (4%) 30 59
9 W 172/172 (100%) | 165 (96%) 7 (4%) 30 59
10 J 175/175 (100%) | 166 (95%) 9 (5%) 24 50
10 X 175/175 (100%) | 166 (95%) 9 (5%) 24 50
11 K 169/169 (100%) | 157 (93%) 12 (7%) 147 34
11 Y 169/169 (100%) | 156 (92%) 13 (8%) 137 30
12 L 185/185 (100%) | 174 (94%) 11 (6%) 19 43
12 Z 171/185 (92%) 161 (94%) 10 (6%) 20 43
13 1 193/199 (97%) 184 (95%) 9 (5%) 26 54
13 M 199/199 (100%) | 189 (95%) 10 (5%) 24 51
14 2 152/162 (94%) 144 (95%) 8 (5%) 22 48
14 N 162/162 (100%) | 154 (95%) 8 (5%) 25 52
All All 5302/5332 (99%) | 5017 (95%) | 285 (5%) 22 47

All (285) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 32 LYS
1 A 33 GLN
1 A 64 LEU
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Mol | Chain | Res | Type
1 A 158 PHE
1 A 179 ARG
2 B 6 ARG
2 B 46 ILE
2 B 58 LEU
2 B 71 ASN
2 B 116 LEU
2 B 121 GLN
2 B 150 THR
2 B 185 LYS
2 B 192 LEU
2 B 212 PHE
2 B 218 ASN
3 C 10 ARG
3 C 14 ILE
3 C 25 GLU
3 C 57 LYS
3 C 66 LYS
3 C 150 GLN
3 C 163 GLN
3 C 174 GLU
3 C 208 LYS
3 C 227 GLU
4 D 28 LEU
4 D 76 CYS
4 D 110 GLU
4 D 126 ARG
4 D 170 GLU
4 D 177 LEU
4 D 191 LEU
4 D 194 LEU
4 D 215 ILE
4 D 237 LEU
4 D 244 GLU
5 E 12 THR
5 E 15 PHE
5 E 32 LYS
5 E 57 GLU
5 E 76 LEU
5 E 97 ASN
5 E 117 CYS
5 E 121 GLN
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Mol | Chain | Res | Type
5 E 123 ASN
5 E 178 ARG
5 E 185 ASN
5 E 189 LEU
bt E 199 GLN
5 E 207 LEU
5 E 2(D) ASP
5 E 222 THR
5 E 227 GLU
5 E 231 LYS
6 F 11 SER
6 F 36 THR
6 F 43 ASN
6 F 98 SER
6 F 121 GLN
6 F 127 ASN
6 F 135 SER
6 F 171 SER
6 F 18(E) | GLU
6 F 187 ARG
6 F 203 GLU
6 F 204 ASP
6 F 205 ASN
6 F 214 TRP
6 F 21(C) | ASN
7 G 72 ARG
7 G 87 ASN
7 G 119 LEU
7 G 121 GLN
7 G 128 TYR
7 G 157 TYR
7 G 169 GLN
7 G 184 ASN
7 G 197 MET
7 G 232 ARG
7 G 233 LEU
8 H 30 ASN
8 H 34 LEU
8 H 56 THR
8 H 152 ILE
8 H 197 ARG
9 | 29 ASN
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Mol | Chain | Res | Type
9 | 45 ILE
9 I 113 PHE
9 I 148 PRO
9 I 159 LEU
9 I 160 LEU
9 I 171 TRP

10 J 34 THR
10 J 35 ARG
10 J 52 THR
10 J 70 GLU
10 J 77 GLN
10 J 90(A) ILE

10 J 121 GLU
10 J 137 LEU
10 J 177 ILE

11 K 4 LEU
11 K 7 ARG
11 K 9 GLN
11 K 39 PRO
11 K 41 LEU
11 K 65 LEU
11 K 69 ARG
11 K 87 VAL
11 K 99 THR
11 K 100 MET
11 K 104 TYR
11 K 10(B) | LYS

12 L -9 GLN
12 L -7 ASN
12 L 14 LEU
12 L 40 ASN
12 L 43 MET
12 L 58 ARG
12 L 70(A) | ASN
12 L 98 HIS

12 L 99 THR
12 L 138 LEU
12 L 145 TYR
13 M 40 ASN
13 M 62 LEU
13 M 65 GLU
13 M 71(A) | ASP

Continued on next page...
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Mol | Chain | Res | Type
13 M 91 ARG
13 M 129 PHE
13 M 14(C) | ARG
13 M 149 GLN
13 M 191 GLN
13 M 204 LYS
14 N 36 ARG
14 N 84 LYS
14 N 89 GLU
14 N 10(B) | LYS
14 N 115 LEU
14 N 119 VAL
14 N 144 GLU
14 N 18(I) | GLN

1 O 32 LYS

1 O 33 GLN
1 O 64 LEU
1 O 124 THR
1 O 158 PHE
1 O 179 ARG
2 P 6 ARG
2 P 46 ILE

2 P 58 LEU
2 P 71 ASN
2 P 116 LEU
2 P 121 GLN
2 P 150 THR
2 P 185 LYS

2 P 192 LEU
2 P 212 PHE
2 P 218 ASN
3 Q 10 ARG
3 Q 14 ILE

3 Q 25 GLU
3 Q 57 LYS

3 Q 66 LYS

3 Q 150 GLN
3 Q 163 GLN
3 Q 174 GLU
3 Q 208 LYS

3 Q 227 GLU
4 R 28 LEU
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Mol | Chain | Res | Type
4 R 76 CYS
4 R 110 GLU
4 R 126 ARG
4 R 170 GLU
4 R 177 LEU
4 R 191 LEU
4 R 194 LEU
4 R 215 ILE
4 R 237 LEU
4 R 244 GLU
5 S 12 THR
5 S 15 PHE
) S 32 LYS
) S 57 GLU
) S 76 LEU
) S 97 ASN
5 S 117 CYS
5 S 121 GLN
5 S 123 ASN
5 S 178 ARG
) S 185 ASN
) S 199 GLN
) S 207 LEU
D S 2(D) ASP
5 S 222 THR
5 S 227 GLU
5 S 231 LYS
6 T 11 SER
6 T 36 THR
6 T 43 ASN
6 T 98 SER
6 T 121 GLN
6 T 127 ASN
6 T 135 SER
6 T 171 SER
6 T 18(E) | GLU
6 T 187 ARG
6 T 203 GLU
6 T 204 ASP
6 T 205 ASN
6 T 214 TRP
6 T 21(C) | ASN
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Mol | Chain | Res | Type
7 U 72 ARG
7 U 87 ASN
7 U 119 LEU
7 U 121 GLN
7 U 128 TYR
7 U 157 TYR
7 U 169 GLN
7 U 184 ASN
7 U 197 MET
7 U 232 ARG
7 U 233 LEU
8 A% 30 ASN
8 \Y 34 LEU
8 \Y 56 THR
8 \Y 152 ILE
8 \Y 197 ARG
9 W 29 ASN
9 W 45 ILE
9 W 113 PHE
9 W 148 PRO
9 W 159 LEU
9 W 160 LEU
9 W 171 TRP

10 X 34 THR
10 X 35 ARG
10 X 52 THR
10 X 70 GLU
10 X 7 GLN
10 X 90(A) ILE

10 X 121 GLU
10 X 137 LEU
10 X 177 ILE

11 Y 4 LEU
11 Y 7 ARG
11 Y 9 GLN
11 Y 39 PRO
11 Y 40 PHE
11 Y 41 LEU
11 Y 65 LEU
11 Y 69 ARG
11 Y 87 VAL
11 Y 99 THR
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Mol | Chain | Res | Type
11 Y 100 MET
11 Y 104 TYR
11 Y 10(B) | LYS
12 Z -9 GLN
12 Z 14 LEU
12 7 40 ASN
12 / 43 MET
12 Z 58 ARG
12 Z 70(A) | ASN
12 Z 98 HIS
12 Z 99 THR
12 Z 138 LEU
12 7 145 TYR
13 1 40 ASN
13 1 62 LEU
13 1 71(A) | ASP
13 1 91 ARG
13 1 129 PHE
13 1 14(C) | ARG
13 1 149 GLN
13 1 191 GLN
13 1 204 LYS
14 2 36 ARG
14 2 84 LYS
14 2 89 GLU
14 2 10(B) | LYS
14 2 115 LEU
14 2 119 VAL
14 2 144 GLU
14 2 18(I) | GLN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (201)
such sidechains are listed below:

Mol | Chain | Res | Type
1 A 33 GLN
1 A 97 HIS
1 A 145 ASN
1 A 227 GLN
2 B 23 GLN
2 B 71 ASN
2 B 97 GLN
2 B 121 GLN
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Mol | Chain | Res | Type
2 B 125 GLN
2 B 156 ASN
2 B 177 GLN
2 B 218 ASN
3 C 23 GLN
3 C 82 ASN
3 C 121 GLN
3 C 125 GLN
3 C 150 GLN
3 C 163 GLN
3 C 238 GLN
3 C 243 GLN
4 D 23 GLN
4 D 108 ASN
4 D 147 GLN
4 D 161 ASN
4 D 211 GLN
4 D 226 ASN
5 E 7 ASN
5 E 33 GLN
5 E 73 HIS
5 E 104 ASN
5 E 121 GLN
D E 123 ASN
5 E 125 GLN
5 E 170 GLN
5 E 185 ASN
5 E 199 GLN
5 E 2(E) ASN
6 F 23 GLN
6 F 43 ASN
6 F 62 GLN
6 F 87 HIS
6 F 90 ASN
6 F 121 GLN
6 F 127 ASN
6 F 192 GLN
6 F 205 ASN
6 F 241 ASN
7 G 34(A) | ASN
7 G 87 ASN
7 G 118 ASN
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Mol | Chain | Res | Type
7 G 121 GLN
7 G 125 GLN
7 G 169 GLN
7 G 170 GLN
7 G 178 ASN
7 G 184 ASN
7 G 228 ASN
8 H 10 ASN
8 H 30 ASN
8 H 35 HIS
8 H 66 HIS
8 H 144 GLN
8 H 172 ASN
8 H 190 ASN
9 | 29 ASN
9 | 64 ASN
9 I 81 GLN
9 I 145 ASN

10 J 36 GLN
10 J 54 GLN
10 J 7 GLN
10 J 85 GLN
10 J 112 GLN
10 J 140 HIS
10 J 160 GLN
10 J 186 GLN
10 J 193 GLN
11 K 9 GLN
11 K 53 GLN
11 K 85 ASN
11 K 174 ASN
11 K 187 HIS
11 K 207 ASN
11 K 208 ASN
12 L -7 ASN
12 L 40 ASN
12 L 61 ASN
12 L 70(A) | ASN
12 L 82 ASN
12 L 14(B) | ASN
12 L 1(I) ASN
12 L 166 HIS
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Mol | Chain | Res | Type
13 M 10 ASN
13 M 40 ASN
13 M 89 GLN
13 M 93 ASN
13 M 149 GLN
13 M 157 ASN
13 M 191 GLN
14 N 69 GLN
14 N 145 ASN
14 N 157 HIS
14 N 161 GLN

1 O 33 GLN
1 O 97 HIS

1 O 227 GLN
2 P 23 GLN
2 P 71 ASN
2 P 97 GLN
2 P 121 GLN
2 P 125 GLN
2 P 156 ASN
2 P 177 GLN
2 P 218 ASN
3 Q 23 GLN
3 Q 82 ASN
3 Q 121 GLN
3 Q 125 GLN
3 Q 150 GLN
3 Q 163 GLN
3 Q 238 GLN
3 Q 243 GLN
4 R 23 GLN
4 R 108 ASN
4 R 114 GLN
4 R 161 ASN
4 R 211 GLN
4 R 226 ASN
) S 7 ASN
) S 33 GLN
5 S 64 GLN
) S 73 HIS

5 S 104 ASN
5 S 121 GLN
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Mol | Chain | Res | Type
5 S 123 ASN
5 S 125 GLN
) S 170 GLN
) S 185 ASN
) S 199 GLN
6 T 23 GLN
6 T 43 ASN
6 T 62 GLN
6 T 87 HIS
6 T 90 ASN
6 T 121 GLN
6 T 127 ASN
6 T 192 GLN
6 T 205 ASN
6 T 241 ASN
7 U 34(A) | ASN
7 U 87 ASN
7 U 118 ASN
7 U 121 GLN
7 U 125 GLN
7 U 169 GLN
7 U 170 GLN
7 U 178 ASN
7 U 184 ASN
7 U 228 ASN
8 \Y 10 ASN
8 \Y 30 ASN
8 \Y 35 HIS
8 \Y 66 HIS
8 \Y 144 GLN
8 \Y 172 ASN
8 \Y 190 ASN
9 W 29 ASN
9 AW 64 ASN
9 W 81 GLN
9 W 145 ASN

10 X 36 GLN
10 X 54 GLN
10 X 7 GLN
10 X 85 GLN
10 X 112 GLN
10 X 140 HIS
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Mol | Chain | Res | Type
10 X 141 HIS
10 X 160 GLN
10 X 186 GLN
10 X 193 GLN
11 Y 9 GLN
11 Y 85 ASN
11 Y 141 ASN
11 Y 174 ASN
11 Y 187 HIS
11 Y 207 ASN
11 Y 208 ASN
12 Z 40 ASN
12 Z 61 ASN
12 Z 70(A) | ASN
12 Z 1(I) ASN
12 Z 166 HIS
13 1 -7 GLN
13 1 10 ASN
13 1 40 ASN
13 1 93 ASN
13 1 149 GLN
13 1 157 ASN
13 1 191 GLN
14 2 145 ASN
14 2 161 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.
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5.6 Ligand geometry (i)

2 ligands are modelled in this entry.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | /"' RMSZ [ #|2|>2 | Counts | RMSZ | #|7| > 2
15 EP9 Y 300 11 ]39,4041 | 3.81 | 24 (61%) | 50,53,54 | 2.11 11 (22%)
15 EP9 K 300 11 39,4041 | 3.58 24 (61%) | 50,53,54 | 2.39 12 (24%)

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

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
15 | EP9 | Y [300] 11 [1/1/9/13] 22/41/41/43 | 0/2/2/2
15 | EP9 | K [ 300 11 |1/1/9/13| 19/41/41/43 |0/2/2/2

All (48) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
15 Y 300 | EP9 | O5-C15 | 10.80 1.41 1.21
15 K 300 | EP9 | O5-C15 | 8.45 1.37 1.21
15 Y 300 | EP9 | 04-C15 | 8.04 1.50 1.35
15 K 300 | EP9 | C19-C18 | 7.74 1.55 1.38
15 K 300 | EP9 | O4-C15 | 6.89 1.48 1.35
15 Y 300 | EP9 | C19-C18 | 6.70 1.53 1.38
15 Y 300 | EP9 C7-C6 5.96 1.49 1.38
15 K 300 | EP9 C7-C8 5.76 1.49 1.38
15 Y 300 | EP9 | C16-C17 | 5.24 1.63 1.50
15 K 300 | EP9 | C7-C6 | 4.61 1.47 1.38
15 Y 300 | EP9 | O7-C11 | 4.54 1.32 1.23
15 K 300 | EP9 | 06-C13 | 4.53 1.32 1.23
15 Y 300 | EP9 | C21-C22 | 4.45 1.48 1.38
15 Y 300 | EP9 | C22-C17 | 4.35 1.48 1.38
15 K 300 | EP9 | C21-C22 | 4.31 1.48 1.38

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
15 Y 300 | EP9 | C15-N3 | 4.22 1.45 1.34
15 Y 300 | EP9 C3-N1 4.19 1.53 1.46
15 K 300 | EP9 | C18-C17 | 4.17 1.47 1.38
15 Y 300 | EP9 03-C8 4.15 1.46 1.37
15 Y 300 | EP9 | 06-C13 | 4.10 1.31 1.23
15 K 300 | EP9 C3-N1 4.09 1.53 1.46
15 K 300 | EP9 | C20-C19 | 4.06 1.48 1.38
15 K 300 | EP9 | C10-C5 | 4.02 1.47 1.38
15 K 300 | EP9 | C21-C20 | 4.01 1.48 1.38
15 Y 300 | EP9 C4-Cb 4.01 1.61 1.51
15 K 300 | EP9 | C16-C17 | 3.86 1.59 1.50
15 Y 300 | EP9 | C20-C19 | 3.80 1.48 1.38
15 K 300 | EP9 | C22-C17 | 3.77 1.47 1.38
15 K 300 | EP9 03-C8 | 3.62 1.45 1.37
15 Y 300 | EP9 C4-C3 3.61 1.61 1.53
15 Y 300 | EP9 | C21-C20 | 3.51 1.47 1.38
15 Y 300 | EP9 01-C1 3.47 1.52 1.43
15 K 300 | EP9 | O4-C16 | 3.46 1.52 1.45
15 K 300 | EP9 | O7-C11 | 3.34 1.30 1.23
15 K 300 | EP9 C4-C3 | 3.34 1.60 1.53
15 Y 300 | EP9 C6-Ch 3.27 1.45 1.38
15 Y 300 | EP9 C7-C8 3.21 1.45 1.38
15 K 300 | EP9 C4-Cb 3.07 1.58 1.51
15 K 300 | EP9 | C14-C13 | 2.97 1.60 1.52
15 K 300 | EP9 C6-Cbd 2.96 1.45 1.38
15 Y 300 | EP9 | C10-C5 | 2.92 1.45 1.38
15 Y 300 | EP9 | C30-C28 | 2.59 1.65 1.51
15 K 300 | EP9 C9-C8 2.52 1.43 1.38
15 Y 300 | EP9 | C27-C12 | 2.50 1.61 1.53
15 Y 300 | EP9 | C18-C17 | 2.43 1.44 1.38
15 Y 300 | EP9 | C12-C11 | 242 1.59 1.52
15 K 300 | EP9 | C27-C12 | 2.18 1.60 1.53
15 K 300 | EP9 | C30-C28 | 2.11 1.63 1.51

All (23) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
15 K 300 | EP9 04-C15-N3 | 9.42 129.65 110.50
15 Y 300 | EP9 04-C15-N3 | 7.84 126.43 110.50
15 K 300 | EP9 04-C15-05 | -6.33 112.09 124.25
15 Y 300 | EP9 04-C15-05 | -5.80 113.11 124.25
15 K 300 | EP9 05-C15-N3 | -5.64 115.61 124.85
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
15 Y 300 | EP9 05-C15-N3 | -5.29 116.17 124.85
15 K 300 | EP9 | C27-C12-N2 | -5.09 98.84 110.58
15 K 300 | EP9 (C4-C3-N1 -4.81 103.05 110.07
15 Y 300 | EP9 | C27-C12-N2 | -4.39 100.46 110.58
15 Y 300 | EP9 | C16-04-C15 | 3.34 123.39 115.93
15 Y 300 | EP9 | C14-N3-C15 | -3.30 112.84 120.90
15 Y 300 | EP9 | C11-C12-N2 | -3.14 102.62 111.16
15 K 300 | EP9 | C14-N3-C15 | -3.08 113.40 120.90
15 K 300 | EP9 | C11-C12-N2 | -2.83 103.45 111.16
15 Y 300 | EP9 | 06-C13-C14 | -2.67 114.84 120.45
15 Y 300 | EP9 C4-C3-N1 | -2.59 106.30 110.07
15 K 300 | EP9 | 0O6-C13-C14 | -2.40 115.40 120.45
15 K 300 | EP9 | C24-C23-C14 | -2.38 108.90 115.43
15 Y 300 | EP9 | C24-C23-C14 | -2.32 109.04 115.43
15 K 300 | EP9 06-C13-N2 | -2.25 118.77 122.93
15 K 300 | EP9 | O7-C11-C12 | -2.14 115.94 120.45
15 K 300 | EP9 | C16-C17-C18 | 2.13 125.65 120.66
15 Y 300 | EP9 | C13-C14-N3 | -2.05 105.57 111.16

All (2) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
15 K 300 | EP9 C1
15 Y 300 | EP9 C1

All (41) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms

15 K 300 | EP9 01-C1-C3-C4
15 K 300 | EP9 C1-C3-N1-C11
15 K 300 | EP9 C4-C3-N1-C11
15 Y 300 | EP9 01-C1-C3-C4
15 Y 300 | EP9 C1-C3-N1-C11
15 Y 300 | EP9 C4-C3-N1-C11
15 Y 300 | EP9 05-C15-N3-C14
15 Y 300 | EP9 05-C15-04-C16
15 K 300 | EP9 | C11-C12-C27-C28
15 K 300 | EP9 05-C15-04-C16
15 Y 300 | EP9 | C11-C12-C27-C28
15 K 300 | EP9 C12-C11-N1-C3
15 K 300 | EP9 C3-C4-C5H-C10
15 K 300 | EP9 | C14-C23-C24-C25

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

15 K 300 | EP9 | C14-C23-C24-C26
15 Y 300 | EP9 | C14-C23-C24-C26
15 Y 300 | EP9 C3-C4-ChH-C6
15 Y 300 | EP9 C3-C4-C5-C10
15 Y 300 | EP9 | C14-C23-C24-C25
15 K 300 | EP9 01-C1-C3-N1
15 Y 300 | EP9 01-C1-C3-N1
15 K 300 | EP9 C3-C4-ChH-C6
15 K 300 | EP9 05-C15-N3-C14
15 K 300 | EP9 | N2-C12-C27-C28
15 K 300 | EP9 06-C13-N2-C12
15 K 300 | EP9 (C2-C1-C3-N1
15 Y 300 | EP9 C2-C1-C3-N1
15 Y 300 | EP9 C12-C11-N1-C3
15 Y 300 | EP9 06-C13-N2-C12
15 Y 300 | EP9 07-C11-C12-N2
15 K 300 | EP9 07-C11-C12-N2
15 Y 300 | EP9 N3-C15-04-C16
15 Y 300 | EP9 | N2-C12-C27-C28
15 K 300 | EP9 04-C15-N3-C14
15 Y 300 | EP9 04-C15-N3-C14
15 Y 300 | EP9 C2-C1-C3-C4
15 K 300 | EP9 | O7-C11-C12-C27
15 Y 300 | EP9 | O7-C11-C12-C27
15 Y 300 | EP9 N1-C11-C12-N2
15 Y 300 | EP9 N2-C13-C14-N3
15 K 300 | EP9 N2-C13-C14-N3

There are no ring outliers.

2 monomers are involved in 3 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
15 Y 300 | EP9 2 0
15 K 300 | EP9 1 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
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in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.

The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient

equivalents in the CSD to analyse the geometry.

Ligand EP9 Y 300

Bond angles

Torsions

Ligand EP9 K 300

Bond angles

Torsions

5.7 Other polymers (i)

There are no such residues in this entry.

30KJ
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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 250/250 (100%) -0.07 8 (3%) 47 48 | 49,69, 99, 124 0
1 o) 250/250 (100%) -0.09 9 (3%) 42 42 |50, 70, 100, 123 0
2 B 244/244 (100%) 0.09 12 (4%) 29 28 | 51,70, 107, 130 0
2 P 244 /244 (100%) 0.10 14 (5%) 23 22 | 51,71, 108, 130 0
3 C 241 /241 (100%) 0.22 15 (6%) 20 119 | 53, 76, 125, 143 0
3 Q 241/241 (100%) 0.34 30 (12%) f4 13} |56, 78, 126, 143 0
4 D 242/242 (100%) 0.23 14 (5%) 23 122 | 51, 76, 109, 140 0
4 R 242 /242 (100%) 0.25 16 (6%) | 181116 | 52, 77, 109, 140 0
5 E 233/233 (100%) 0.18 19 (8%) |E 56, 82, 110, 126 0
5 S 233,/233 (100%) 0.39 29 (12%) 57, 84, 110, 125 0
6 F 244 /244 (100%) -0.02 9 (3%) 41 41 |51, 73,109, 120 0
6 T 244 /244 (100%) 0.23 19 (7%) 1131 111} | 52, 73, 110, 120 0
7 ¢ 243/243 (100%) -0.13 5(2%) 63 65 48, 68, 97, 129 0
7 U 243/243 (100%) -0.05 7(2%) 51 52 50, 69, 97, 128 0
8 H 222 /222 (100%) -0.27 3(1%) 75 77 | 49, 64, 83,125 0
8 V 222 /222 (100%) -0.30 2 (0%) 51, 65, 84, 125 0
9 I 204,/204 (100%) -0.30 2 (0%) | 82 44, 62, 81, 98 0
9 W 204,/204 (100%) -0.29 2 (0%) | 82 46, 62, 82, 98 0
10 J 198/198 (100%) -0.25 5(2%) 57 59 | 46,60, 81, 137 0
10 X 198/198 (100%) -0.29 4 (2%) 65 67 | 46, 60, 80, 137 0
11 K 212/212 (100%) -0.22 4 (1%) 66 69 | 42,60, 83, 105 0
11 Y 212/212 (100%) -0.21 8 (3%) 40 39 | 43,61, 84, 107 0
12 L 222/222 (100%) -0.32 2 (0%) | 84|85 46, 64, 89, 111 0
12 Z 222/222 (100%) -0.10 5(2%) 60 62 49, 69, 94, 115 0
Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
13 1 233/233 (100%) -0.12 5(2%) 63 65 49, 69, 86, 90 0
13 M 233/233 (100%) -0.29 1 (0%) 1921193 46, 64, 82, 87 0
14 2 196/196 (100%) -0.05 3 (1%) 73 176 51, 65, 85, 99 0
14 N 196/196 (100%) -0.35 0 §100 100 48, 61, 82, 95 0
All All 6368/6368 (100%) -0.05 252 (3%) 38 37 | 42,68, 104, 143 0

All (252) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
4 D 12(D) | ALA 114
3 C 55 THR 10.0
4 D 12(E) | SER 9.9
4 D 12(F) | GLY 9.8
4 R 12(D) | ALA 9.6
3 C 56 LEU 9.2
4 R 12(E) | SER 8.6
4 R 12(F) | GLY 8.6
2 B 217 ALA 8.0
10 J 192 ALA 8.0
7 U 6 ALA 7.7
10 X 193 GLN 7.6
2 P 217 ALA 7.4
4 D 126 ARG 7.1
2 B 218 ASN 6.8
1 A 4 MET 6.8
4 D 12(C) | GLY 6.8
10 X 192 ALA 6.7
8 \Y 223 ASP 6.6
4 R 126 ARG 6.5
5 E 203 ASP 6.5
7 U 240 ASP 6.3
7 G 6 ALA 6.3
3 Q 55 THR 6.2
4 D 12(G) | GLU 6.1
2 P 218 ASN 6.1
5 E 4 PHE 5.8
2 B 54 VAL 5.7
4 R 127 LEU 5.6
3 Q 54 SER 5.6
2 P 54 VAL 5.6
4 R 12(C) | GLY 5.5

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
3 Q 56 LEU 5.5
5 S 203 ASP 5.3
8 H 223 ASP 5.3
1 O 4 MET 5.0
bt S 5 ARG 4.9
2 P 21(B) | GLY 4.7
5 E 5 ARG 4.7
11 Y 211 GLY 4.6
3 Q 241 GLN 4.5
11 K 104 TYR 4.5
8 \Y 222 CYS 4.3
2 B 21(C) | ASP 4.3
2 B 21(B) | GLY 4.2
3 Q 243 GLN 4.2
10 J 193 GLN 4.2
4 R 12(G) | GLU 4.2
1 0O 55 SER 4.2
2 P 219 GLU 4.1
5 S 178 ARG 4.1
3 Q 63 THR 4.0
6 T 6 THR 4.0
12 Z 145 TYR 4.0
8 H 222 CYS 4.0
9 I -8 SER 4.0
12 L 145 TYR 3.9
11 Y 104 TYR 3.9
3 Q 202 GLN 3.9
2 P 21(C) | ASP 3.8
) S 55 ALA 3.8
1 A 236 LEU 3.8
3 C 39 GLY 3.8
bt S 206 SER 3.8
6 F 240 ILE 3.7
12 / 14(W) | LYS 3.6
5 E 206 SER 3.6
1 O 236 LEU 3.6
10 J 191 GLN 3.5
5 S 202 ARG 3.5
14 2 44 CYS 3.5
7 G 240 ASP 3.5
2 B 219 GLU 3.4
1 O 5 THR 3.4

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
14 2 18(I) | GLN 3.4
3 Q 203 THR 3.3
) S o7 GLU 3.3
3 Q 53 ARG 3.3
) S 54 ASN 3.3
3 Q 178 LYS 3.3
1 A 39 GLY 3.3
2 P 53 LYS 3.3
6 T o7 LYS 3.3
12 Z 3 ILE 3.3
3 C 49 GLY 3.3
4 R 243 ALA 3.3
4 D 125 GLU 3.2
3 C 243 GLN 3.2
6 T 238 LYS 3.2
3 Q 242 GLU 3.2
) S 58 LEU 3.2
) S 63 TYR 3.2
1 O 21(P) | LYS 3.2
9 W -8 SER 3.2
5 E 39 GLY 3.2
13 1 -8 THR 3.1
14 2 14 LEU 3.1
1 A 21(N) | THR 3.1
4 R 39 GLY 3.1
6 F 20(B) | GLU 3.1
2 B 39 GLY 3.0
5 E 63 TYR 3.0
1 O 235 ALA 3.0
4 R 9 ASP 3.0
5 E 204 GLU 3.0
6 T 48 PHE 3.0
3 Q 62(A) | ILE 3.0
3 Q 236 ILE 3.0
6 T 39 GLY 3.0
7 U 39 ALA 3.0
5 E 233 ILE 3.0
11 Y 210 ILE 2.9
12 Z 14(M) | VAL 2.9
3 C 240 LYS 2.9
7 U 7 GLY 2.9
3 Q 240 LYS 2.9

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
13 1 98 ALA 2.9
3 C 59 GLN 2.8
5 E 58 LEU 2.8
2 P 220 TYR 2.8
6 T 241 ASN 2.8
5 S 210 LEU 2.8
5 E 202 ARG 2.8
4 D 39 GLY 2.8
4 R o7 PRO 2.7
11 K 211 GLY 2.7
2 P 21(A) | LYS 2.7
5 S 4 PHE 2.7
5 S 233 ILE 2.7
2 B 239 THR 2.7
3 Q o7 LYS 2.7
6 T 49 ALA 2.7
6 F 5 GLY 2.7
4 R 54 ALA 2.7
3 Q 18(D) | GLU 2.7
4 D 127 LEU 2.7
3 Q 239 GLU 2.7
7 G 239 GLN 2.7
12 L 14(W) | LYS 2.6
10 J 168 | MET 2.6
5 E 37 THR 2.6
5 S 224 TYR 2.6
5 S 47 VAL 2.6
3 C 54 SER 2.6
3 Q 227 GLU 2.6
3 Q 61 THR 2.6
5 E 40 LEU 2.6
6 T 47 VAL 2.6
5 S 48 LEU 2.6
1 A 5 THR 2.5
1 A 235 ALA 2.5
5 E 33 GLN 2.5
3 C 203 THR 2.5
4 R 48 LEU 2.5
6 F 241 ASN 2.5
2 B 21(A) | LYS 2.5
5 S 40 LEU 2.5
6 T 18(E) | GLU 2.5

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
11 K 143 LYS 2.5
6 T 240 ILE 2.5
11 K 210 ILE 2.5
) S 56 ASP 2.5
7 U 8 TYR 2.4
5 E 168 ARG 2.4
1 A 234 GLU 2.4
1 O 39 GLY 2.4
13 M -8 THR 2.4
5 E 38 VAL 2.4
5 S 2(E) | ASN 2.4
) S 75 GLY 2.4
6 F 39 GLY 2.4
7 U 156 TYR 2.4
6 T 20(C) | LYS 2.4
9 I 121 GLU 2.4
4 D 47 VAL 2.4
8 H 199 GLU 2.4
11 Y 10(A) | ARG 2.4
10 X 191 GLN 2.4
2 P 63(A) | SER 2.4
6 T 75 GLY 2.4
3 C 38 VAL 2.4
3 C 193 THR 2.3
3 Q 43 LYS 2.3
3 Q 237 GLU 2.3
1 A 21(M) | PRO 2.3
2 P 239 THR 2.3
) S 60 SER 2.3
5 S 2(C) | VAL 2.3
6 T 18(D) | PRO 2.3
2 B 4 GLY 2.3
4 D 49 GLY 2.3
5 S 168 ARG 2.3
6 F 18(D) | PRO 2.3
6 T 55 THR 2.3
2 B 49 ALA 2.3
4 D 139 ALA 2.3
2 P 48 LEU 2.3
4 R 125 GLU 2.3
5 S 139 ILE 2.3
3 Q 238 GLN 2.2
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Mol | Chain | Res | Type | RSRZ
) S 180 LEU 2.2
5 E o7 GLU 2.2
6 T 203 GLU 2.2
3 C 48 LEU 2.2
2 P 21(D) | GLY 2.2
13 1 4 ILE 2.2
4 D 48 LEU 2.2
3 Q 33 ARG 2.2
1 O 21(F) | LEU 2.2
4 R 218 GLN 2.2
5 E 50 ALA 2.2
3 Q 167 ARG 2.2
11 Y 208 ASN 2.1
5 E 47 VAL 2.1
6 T 207 ASP 2.1
6 F 206 LYS 2.1
3 Q 49 GLY 2.1
) S 50 ALA 2.1
6 F 49 ALA 2.1
7 U 47 VAL 2.1
7 G 17(E) | LYS 2.1
2 P 63 THR 2.1
12 Z 2 THR 2.1
13 1 5 SER 2.1
4 D 240 LYS 2.1
6 T 217 LEU 2.1
3 C 209 ASN 2.1
1 O 53 LYS 2.1
3 C o7 LYS 2.1
3 Q 225 SER 2.1
) S 39 GLY 2.1
10 X 189 ASP 2.1
2 B 47 VAL 2.1
6 T 38 ILE 2.1
13 1 3 VAL 2.1
5 E 178 ARG 2.1
) S 59 SER 2.1
11 Y 14 VAL 2.1
9 W 121 GLU 2.1
11 Y 100 | MET 2.1
3 Q 7 GLY 2.0
10 J 145 ASP 2.0

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
11 Y 207 ASN 2.0
3 Q 39 GLY 2.0
5 S 217 LYS 2.0
3 C 241 GLN 2.0
3 Q 233 VAL 2.0
6 F 18(E) | GLU 2.0
7 G 8 TYR 2.0
4 R 62 ASP 2.0
3 Q 193 THR 2.0
6 T 18(B) | HIS 2.0

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

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

6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
15 EP9 K 300 | 39/40 0.91 0.23 40,47,69,71 0
15 EP9 Y 300 | 39/40 0.91 0.23 43,50,69,70 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.
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Electron density around EP9 K 300:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around EP9 Y 300:

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

6.5 Other polymers (i)

There are no such residues in this entry.


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