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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.00 A.

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

Metric Percentile Ranks Value
Rfree I e 0.241

Clashscore I N 19
Ramachandran outliers | D 1.5%

Sidechain outliers I N 6.1%

RSRZ outliers I 0.4%
Worse Better
0 Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 66092 1216 (3.00-3.00)
Clashscore 79885 1594 (3.00-3.00)
Ramachandran outliers 78287 1537 (3.00-3.00)
Sidechain outliers 78261 1540 (3.00-3.00)
RSRZ outliers 66119 1217 (3.00-3.00)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.
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Mol | Chain | Length Quality of chain

8 H 222 —
8 \Y 222 -—
9 I 204 —

9 W 204 -—
10 X 198 -
11 K 212 -

11 Y 212 -
12 L 222 —
12 V/ 222 —
13 1 233 -—
13 M 233 -

14 2 196 -—
14 N 196 -—
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2 Entry composition (i)

There are 16 unique types of molecules in this entry. The entry contains 50490 atoms, of which 0
are hydrogen and 0 are deuterium.

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 ?ggl 12Cl9 31115 3(7)7 ZSL 0 0 0
1 0 250 Tl‘gtlzl 12Cl9 31115 3(7)7 i 0 0 0
e Molecule 2 is a protein called Proteasome component Y13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 244 ?88351 12%1 3151 3?0 2 0 0 0
2 P 244 ?88351 12%1 3151 3(530 2 0 0 0
e Molecule 3 is a protein called Proteasome component PREG.

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 b 242 r{ggl 1 1(252 311]4 3(7)9 5 0 0 0
4 R 242 11122521 1 1(252 311]4 3(7)9 S 0 0 0

e Molecule 5 is a protein called Proteasome component PRES5.
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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
> 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
4 G 243 1921 1221 322 370 8 0 0 0
Total C N O S
7 U L 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

10 X 198 ?g;a; 1(%5 2129 3(35 g 0 0 0
e Molecule 11 is a protein called Proteasome component PRE2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 K 212 ?ggl 1(515 21§0 3(1)1 g 0 0 0
1 Y 212 ?ggl 1(515 215\310 3(1)1 s 0 0 0

e Molecule 12 is a protein called Proteasome component C5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 L 222 r{;t;?l 11015 31(\)13 3(3)5 :O’L 0 0 0
12 Z 222 q1?%5;1 11015 31(\)13 3(3)5 :O’L 0 0 0

e Molecule 13 is a protein called Proteasome component PREA4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 M 233 112211 11054 STQ 3(;1 g 0 0 0
13 1 233 ?ggil 11054 STQ 3%)1 g 0 0 0

e Molecule 14 is a protein called Proteasome component PRE3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 N 19| 12 g5 230 300 7 0 0 0
14 2 196 ?(5);321 9(5]5 215\}0 380 g 0 0 0

e Molecule 15 is BENZYL N-[(BENZYLOXY)CARBONYL]-L-ALANYL-N 6 -[(2R,3S,4S)-3-
FORMYL-2-HYDROXY-4-METHYLHEXANOYL]-L-LYSINATE (three-letter code: ESY)
(formula: 632H43N308).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
15 K 1 ngal 52 1; g 0 0
15 Y 1 TZ?I 3(32 1;} g 0 0
e Molecule 16 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
16 A 38 ngal ?% 0 0

16 B 31 Tgtlal ??1 0 0

16 C 24 T;’Zal 2(1 0 0

6 | D 25 Tgt;‘l 205 0 0

6 | F 15 Tcl’t;ﬂ 105 0 0

6 | F 27 Tgt;ﬂ 57 0 0

6 | G 41 thlal ﬁ 0 0

16 | H 28 T‘;gﬂ 2% 0 0

6 | 1 42 th;l fQ 0 0

6 | J 32 Tg;al 302 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | K 25 T;t;‘l 205 0 0
6 | L 35 Tgt;‘l 305 0 0
16 M 43 TZ?I 2), 0 0
16 N 38 ng&l z’% 0 0
16 0 18 T(igal 1% 0 0
16 P 20 ngal % 0 0
16 Q 17 T(it;ﬂ 1% 0 0
16 R 23 ngal 203 0 0
16 S 16 T(l’gal ?6 0 0
16 T 26 ngal 2% 0 0
16 U 38 Tgtgal :% 0 0
16 v 33 ngal % 0 0
16 | W 39 Tgtgal ?% 0 0
16 X 38 Tgtgal ?% 0 0
16 Y 24 T‘;Zal 2(1 0 0
16 Z 36 ngal ?())6 0 0
16 1 45 th;d 4% 0 0
16 2 41 thlal 4?1 0 0
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chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
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,

coded according to the number of geometric quality criteria for which they contain at least one
are shown in grey.

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a

3 Residue-property plots (i)

e Molecule 1: Proteasome component Y7
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e Molecule 2: Proteasome component Y13

Chain P:


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

Full wwPDB X-ray Structure Validation Report 3EAT

Page 10

0173

80Td

+

TOTH

664

ey
T6L

681
88T
181
181
LLV

€LY
cLa

*

19T

M@ ©
© © ©
|2} 55~

ST4

T1d

L0TX
90TL
S0TT

yozs
0TS
€02a
c0TL

86TS

Y611

2611

0611

1810
98TA

78T
€810

7814

7918
€971

09TM

LSTX
9STN

€91d
TSTIN

[}
TI1I

6€TL
8€CI

SETH

€eeT
[4348

0ogeH
6cCI
8¢Td
Pradi]

¥eecd

{444
122d

area
612

Proteasome component PREG

€1CV

e Molecule 3
Chain C

(4258

90Td

0074

160

€64

681

€8V

A [4°28

SSL

(4!

LYA
9%A

13728
o%A
6€D

9€TL

YETA

0ETY
6CTA

oo
<4 S
a NN
omo

6€CH

Leed
9€TI
sezd

CTETA

0€TN

Lged
92CS

Proteasome component PREG

¥ee1

0zea

9ty
STCA

z1eI
112d

60CN

e Molecule 3
Chain Q

3

902D
€0TL
zozh

STT

(4918

(435}
90Td
00Ty

160

681

181

S8S

€8V

13728
o%A
6€D
8EA

9TA
fxdi]

L1d

ST4

oTd

67TA

€v1d

6ETY
8ETI

9€TL

e Molecule 4
Chain D

YETIA

0ETY
6CTA

£veh
® <a¥vcd
1324)]

6€CH

pAYAC

sezh

CETA

Proteasome component PUP2

0ECZN
Leed
9¢Ts
§¢es
¥Te1
0zea

9TTH
STCA

[azan
1124

60ZN

902D
€0TL

e0000 o
a
S
-~
..IIIG IIIIII IIII

S¢Td

€¢T4d
[4qx°y
1211

6111

LTTD

(42!

0173

181

6€D

451

8T1

€eCI

Tccd

L0271

TOZH
00ZA

L6TT
96TI

€6TA
[419¢

L

8874

S8TL

asts

08TM
6.14

LLTT

SLTd
YLIV

CTLIV

3

SGTD
¥S18

498

6ETY

LETT

PeTA
€ETD

T€1d

8CTH

¥veca
744

LETT

Proteasome component PUP2

e Molecule 4
Chain R

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3EAT

Page 11

€eTd
[4axs
1211

6111

L110

[958}

(g%

2O0TX

S.LD

cL

994

69T

€94
{48

8¥%1
LYA
97A
S7D
6€D
(4’8

8¢

© N~
1B
> v

00000 o
[=
S
-~
..II-G IIIIII IIII

74\
€zh

L1d

STd

L6171

08TM
6.L14

LLTT

S.13
VLIV

CTLIY

LETT

YETIA
€ETD

TE€Td
0E€TYd

8CTT

el

vvea
44

LETT
€eeI

Teed

1120
L0271

TOZH
00z

Proteasome component PRES

e Molecule 5
Chain E

984

€8d
8y

8.1

~
~
wn

S.LD
VLW

Sy © © O ®
re) re) 0 0 ©
= [=} =7 >

{4’}

871

SYH

II<$
<
B

[474
gt
071
6€D
8EA
LEL
9EA

cen
T€I

3

LTy

§44\

L1d

STd

2]
a
1>I

ON

74

YITH

(494
TTTH

60TA

L0711

1)

e Molecule 5

Chain S

s6d
760
€64
261

06N

€€CI
CETA

0€TY

48TH

0814
a8TlL
¥81a

6LTL
8.LT4

SLTA

Proteasome component PRES

€8d
(44

8.1
LLS

S.LD
YLW
€LH

0Ld

S¥H
4729

{47
TPy
01
6€D
8EA
LEL
9€A

(41

© I~ ~
SRS (3]
II>- = III-PA

oA
€eh

L1d
918
STd

€TA

+

ON

i

8974
L9TV

157428

6ETI

LETT
9€TT

YETA

CETA

0eTYd

LTTA

veiL
E€TIN

j241y]

STT1
Y1TH

(4334
1114

60TA

L0TT

B

560

€64
261

984

€€eCI
CTETA

0€TY
62T
82TV

92TH

€221

|34

6TCL

Proteasome component C1

e Molecule 6
Chain F

o o < © b~
= AN ISR ©
= o> - < 1=

281
18T

0LA

o
<
=

~
™
[}

T1ed
0721

80T4

1

86TA

9611
S6TH

€61V
[4:34:]
1614
06TA

88TH

q8TH

08TA
6L11

9L11

€L
TLIY

7oTV

0STH
(57428

LYTH

zyia

LETT
9€TL

€ETD

8CTS

9CTXA

(4454

6€TH
8E€TA
L€20

ceey
OTCN
a1el
vica
9128
120
4543

c¢ieI

Proteasome component C1

e Molecule 6
Chain T

STTY

(43X

0T1d
6071

LOTI

SOTL
Y01
€0TA

0LA
69A

S9N
PoN
€93
z9b
T9d

%8I

Aokt

~ =3 WEED O
7] < S )
0 = S <>

SEL

LTy

©
N
P

R LDWIDE

w_ 0O

PROTEIN DATA BANK



Full wwPDB X-ray Structure Validation Report 3EAT

Page 12

40cd
90T

702a

1

86TA

96TI
S6TI

€61V
Z6TD
16T
06TA

88TH

9LTT

ELTH
cLIY

voTV

6STD
8STM

0STH
6VTA

LYTH

ovia

LETI
9€TL

€ETD

0€TY

8CTS

9CTA

(4434

6€TT
8€TA

Proteasome component C7-alpha

e Molecule 7
Chain G

00TYd

96V

S8V

€8d
281

8LA
LLA

VLI

L91

S98

79d

6G1
8G1

T8d
87A

6ev
8¢T

SE€I
YPeEN
veL

TEL

6y
824

428

(438

oty
6d
84

8GTA

€GTd
2s1a
TSTL
0813
6VTA

oIS
LETL
9ETT
SETI
0ETYH
6CTH
8CTA

iZ4n%

61T
8TIN

(423

0T1d

LOTH

SOTA

8€CH

Proteasome component C7-alpha

e Molecule 7
Chain U

3

oty

88T
98TM

08T
78IN
astI

aLTa
L.73
YLIL

CTLII
113
0LTh
6910
89T
L91d

6G1D
8GTA

+

€G6Td
2s1a
TSTL
0GTH
67TA

LTS

6ETA

LETL
9ETT
SETI

T€Td
0ETYH
6CTH
8CTA

61T
8TIN

(423

0T1d

LOTH

00TH

praace
¥ce1
0zgex
812a
L1231

T12d
0121

voca

Proteasome component PUP1

<
N
2%

e Molecule 8
Chain H

6111

€171
C11s

YoTd
S0Ta

€01D

00TI

99H

2SL

oSy

d
+

~
[3]
I<1

S2I

[44\]

0
—
=

9TV

ol w8
HEH> <

£€eea

(O 5AN

L0zd

00231

L6749
96TA

2611

28TH

6.14
8LINH

SLTA

Proteasome component PUP1

E€LIA

0LTD

991a
SOTN

291D

CSTI

0GTd

8YTH
LYTL

6€Td

CETT
T€1S

8C1D

SCT1

TCTA

e Molecule 8
Chain V

6TTL

€171
[

Yo1d
S0TQ

€0TD
00TI
160
s8b

T8N
180

o
0
I‘J

8.8

v.d

891
198

651

2¢SL
44l
8€S
SEH

e
€ex

Ll

L2V

S2I
ved

(4]

8TL

9TV
STV

A
€1

TL

@ €cea

SLTA

Proteasome component PUP3

E€LIA
CLIN

0LTD

991a
S9TN

291D

+

CSTI

0G7d

8YTA
LYTL

6€Td

T€18

8C1D

SCT1

T21A

e Molecule 9

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3EAT

Page 13

Chain I

6d

4

o
C')C‘OI
M oH

0eX

8¢s

s
€20
{443

021

Proteasome component PUP3

N

L

98T

¥8TA

8.L11

YLIA

LD

991d

TOTN

1

9GTS

*

9T

{7458

154!
ovTs

LETH

PeTT

0ETV

9CTA

SeTI

vZTd

(444

811D

OTTI

Y011

66d

e Molecule 9

Chain W

L6A

CSA

0SL

8¥%1

SYI
%0

cvd

9EH

1

el
€ex

0€x

8¢S
LTA

s
€2h
[443

021

811

91D

¥1I

(4

98TA

¥8IA

8LTI

VLIA

TLID

8911

991a

TOIN

9STS

*

911

£v1d

Proteasome component C11

Wil

0TTI

70TI

TOTA
00TA

e Molecule 10

Chain J

86N

96d
€64

Y061

Ll

vL1

0,4

891

w0 ©
© ©
- >

€GA
2SL

(5414
8vd

w¥s
€V
{4741

OVH
6ed
8€S

ged
el
eex
cea
Tea

.21

ses
¥CI

N
I3\
II‘: II

o
I
=

©
—
£

-
No oo
1z> “

-
1o
=

® <T6TV
1670

681Q

S8TY
¥8TI

081X

Proteasome component C11

e Molecule 10

Chain X

4064
Y061

58d

vL1

INL_ Bl
o o o
= aA

Ses
¥ZI

{44}

0ZA

0O T NmY I~
e o NN NN
D R B R e e
(SIS ONE (Vi S U

8T

918
STV

N~
I¢>i

0
D
II:= II

1810
081X
6.1Q
8LTA

YLTI
89TH
197d
99TH

091D

98TA
GSTT

0sT1d

LYTL
9V

oo} O =N Mm
3¢} < <SS
- o
= oA

9€TSs

ceTd

6CTA

E€TTI

TTTX

a0Tx
Yotryx

T0TI
0071

960

e Molecule 11
Chain K

® T6TY
1670

6810

S8TH
7811

Proteasome component PRE2

661
86D
L6W

680

L8A
981

6.LY
8LY
LLY

S.S

€.d

694
891

S91
¥ou

09D
[4h)
L%D
Eid
ST

ovd

€ex

9CA
SCTH

{44
T2l

66TA

9614
S6T1

C6TA

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3EAT

Page 14

*

e Molecule 11
Chain Y

02N

Proteasome component PRE2

Y014
€019

66L
86D
L6W

42"

6ed
8¢eN
LET

S€I
veA
€ex
(451

9zA
SCH

{444
T2L

9TA
(438

60
84
A
94

€L
(AN
TL

S6T1

C6TA

68TN

S8TI

8LIA

SLT1

TTTA

80Td

3

voTyd

L

e Molecule 12

Chain L

L0OZN

66TA

Proteasome component C5

)
O S

0SV

Rl ™ HEmo o Mmoo o
— ~ N 0 M & & < Sl
R = =l X > == = R

© N~ 0
H< O

9
=

!Olll':-
A

T611

€810

8LIA
LLTI

€LT1

89TH

99TH

CSTI

671d
8YTA

WPTA
AV

ITN
IvIL

ovTh
A%

j521i]
07 TN

LETA

SETH
YeETI

0ETY
62TV

S2TY
¥C10

T21d
0z1d

8T1S

v1ia
€114

OTTA
60TV

€0TD
{40

Proteasome component C5

e Molecule 12
Chain Z

86H

964
S6A
¥6d
€64
063
181

€81

84

6LV

Tl
T.a

1

TON

894

0SY

8%4

9PN

eV
(478

€81D

8LTA

€LTT

TL1Q
0LTD

89TH

99TH

CSTI

8YTA

WPTA
AVTIA

ITN
IvIL

ovTh
vv1d

jaatil
07 TN

LETA

PETI

0ETY
62TV

S2TY
¥C10

21y
(4 5cs

8118

viia
€1Td

0TTA
60TV

€0TD
[4ua g
TOTI
00TI

L

e Molecule 13
Chain M

T611

Proteasome component PRE4

S61

268

+

w8V

184

6.1

9.d

ar.a

S9d

291
T9a

9G4

¥SH

18a

{47\

SE€I

921

611

L1a

¥iI

T

18T
9814
S8TL
7811
8LTI

€LTd
CLIN

0LTS

S9TH
2198

0914

LSTIN
9STA

(4]
0STA
671D
8¥TA
LYTL

Yv1d

YoIA
6€TY
9€Td
EETN
6214
92TV
SeT1
iZ42%

6TTL
8TTA

STTT

ETTA

0TTT

SOTh
70TA

96M

602h

(043)
e

L6TM
0671

88TA

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3EAT

Page 15

Proteasome component PRE4

e Molecule 13

Chain 1

+

v8v

7834

6.1

9.d

a1.3

S99

291
T9d

994

S

9%s
SYI

{47\
152%

~
[l
I>1

SE€I
TEA
921
611
8TIN
L1a
V1L

T

YoIA
6€TY
9€Td
EETN
6214

9CTV
SCT1

6TTL
8TTA

E€TTA
0TTT

S0Th
7oTA

86V

96M
S61

z6s

6020

S02D
voeH

L6TM
06TT

88TA
L8TX

Proteasome component PRE3

e Molecule 14

Chain N

S6T1

+

S84

€84
Z8A

9LL

v.d

0L&

994

B6SA

[47:

6ea

o€y

€ex

9CI

eV

Tl

614

9TV
STD

€71
(42

01a

oo ©
=] = o

evTY

9€TD

0€TD

[4ay}
T2Td
0CTH
6TTA
911D

€TTI
[432%

90TN

Ss01a

20TV

00TI

L6V

811

Proteasome component PRE3

e Molecule 14

Chain 2

18a

91

(445
1Tty
0CTH

€TTI
(431

90TN

S0Ta
70TA

COoTY

00TI

LBY

r8rl

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16 Full wwPDB X-ray Structure Validation Report 3EAT

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 135.49A 301.06A 144.45A .
Depositor
a, b, c,a, 3, 90.00°  112.78°  90.00°
: 15.00 — 3.00 Depositor
Resolution (4) 20.00 — 3.0 EDS
% Data completeness 99.1 (15.00-3.00) Depositor
(in resolution range) 99.2 (20.00-3.00) EDS
Rinerge 0.10 Depositor
Reym (Not available) Depositor
<I/o(l)>" 2.38 (at 2.98A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.218 , 0.245 Depositor
» Tfree 0.217 , 0.241 DCC
Rfree test set 10389 reflections (4.97%) DCC
Wilson B-factor (A2) 52.5 Xtriage
Anisotropy 0.774 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.30, 19.9 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L| >=050,<L?>=0.34| Xtriage
Outliers 0 of 209812 reflections Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 50490 wwPDB-VP
Average B, all atoms (A2) 49.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.41% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.


http://wwpdb.org/ValidationPDFNotes.html#dataRefinementStats
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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:
ESY

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 w71 o5 | RMSZ | #(2] >5

1 A 0.41 0/1952 0.65 0/2642

1 O 0.40 0/1952 0.65 0/2642

2 B 0.39 0/1935 0.64 0/2618

2 P 0.40 0/1935 0.65 0/2618

3 C 0.37 0/1920 0.64 0/2598

3 Q 0.37 0/1920 0.64 0/2598

4 D 0.38 0/1887 0.64 0/2541

4 R 0.39 0/1887 0.64 0/2541

5 E 0.38 0/1823 0.61 0/2463

) S 0.38 0/1823 0.61 0/2463

6 F 0.39 0/1937 0.61 0/2614

6 T 0.41 0/1937 0.63 0/2614

7 G 0.42 0/1959 0.64 0/2652

7 U 0.43 0/1959 0.64 0/2652

8 H 0.41 0/1716 0.68 0/2326

8 \Y 0.40 0/1716 0.68 0/2326

9 | 0.42 0/1611 0.66 0/2174

9 W 0.42 0/1611 0.68 0/2174

10 J 0.41 0/1613 0.64 0/2173

10 X 0.41 0/1613 0.65 0/2173

11 K 0.43 0/1680 0.66 1/2274 (0.0%)
11 Y 0.40 0/1680 0.66 1/2274 (0.0%)
12 L 0.42 0/1795 0.68 1/2420 (0.0%)
12 Z 0.40 0/1795 0.68 0/2420

13 1 0.42 0/1855 0.68 1/2514 (0.0%)
13 M 0.41 0/1855 0.67 1/2514 (0.0%)
14 2 0.41 0/1541 0.65 0/2087

14 N 0.42 0/1541 0.65 0/2087
All All 0.40 | 0/50448 | 0.65 | 5/68192 (0.0%)

There are no bond length outliers.


http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
http://wwpdb.org/ValidationPDFNotes.html#h.qvc5tbdzdm7o
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All (5) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
13 1 95 | LEU N-CA-C -5.62 95.83 111.00
13 M 95 LEU N-CA-C -5.49 96.18 111.00
12 L 95 | TYR N-CA-C -5.31 96.67 111.00
11 K 4 LEU | CA-CB-CG | 5.14 127.13 115.30
11 Y 4 LEU | CA-CB-CG | 5.05 126.93 115.30

There are no chirality outliers.

There are no planarity outliers.

5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the

Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1915 0 1926 60 0
1 O 1915 0 1926 66 0
2 B 1905 0 1901 85 0
2 P 1905 0 1901 89 0
3 C 1891 0 1900 100 0
3 Q 1891 0 1900 98 0
4 D 1862 0 1836 63 0
4 R 1862 0 1836 77 0
) E 1795 0 1797 116 0
b} S 1795 0 1797 121 0
6 F 1897 0 1886 81 0
6 T 1897 0 1886 36 0
7 G 1921 0 1910 85 0
7 U 1921 0 1910 94 0
8 H 1685 0 1688 45 0
8 \Y 1685 0 1688 44 0
9 I 1581 0 1574 25 0
9 W 1581 0 1574 95 0
10 J 1585 0 1590 67 0
10 X 1585 0 1590 73 0
11 K 1643 0 1594 66 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
11 Y 1643 0 1594 68 0
12 L 1757 0 1711 66 0
12 Z 1757 0 1711 67 0
13 1 1824 0 1832 68 0
13 M 1824 0 1832 64 0
14 2 1512 0 1481 58 0
14 N 1512 0 1481 57 0
15 K 43 0 42 5 0
15 Y 43 0 42 5 0
16 1 45 0 0 7 0
16 2 41 0 0 2 0
16 A 38 0 0 2 0
16 B 31 0 0 3 0
16 C 24 0 0 2 0
16 D 25 0 0 0 0
16 E 15 0 0 3 0
16 F 27 0 0 1 0
16 G 41 0 0 1 0
16 H 28 0 0 3 0
16 I 42 0 0 2 0
16 J 32 0 0 0 0
16 K 25 0 0 3 0
16 L 35 0 0 4 0
16 M 43 0 0 4 0
16 N 38 0 0 2 0
16 O 18 0 0 3 0
16 P 20 0 0 1 0
16 Q 17 0 0 2 0
16 R 23 0 0 3 0
16 S 16 0 0 1 0
16 T 26 0 0 2 0
16 U 38 0 0 4 0
16 \Y 33 0 0 2 0
16 W 39 0 0 2 0
16 X 38 0 0 3 0
16 Y 24 0 0 2 0
16 Z 36 0 0 3 0
All All 50490 0 49336 1891 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 19.

All (1891) close contacts within the same asymmetric unit are listed below.

WORLDWIDE

PROTEIN DATA BANK
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Atom-1 Atom-2 Distance(A) | Clash(A)
11:K:10(B):LYS:H 11:K:10(B):LYS:HD2 1.07 1.11
11:Y:10(B):LYS:HD2 11:Y:10(B):LYS:H 1.07 1.11
2:P:202: THR:HG22 2:P:204:SER:H 1.16 1.05
2:B:202: THR:HG22 2:B:204:SER:H 1.16 1.03
11:Y:35:ILE:HD11 11:Y:45:MET:HE2 1.40 1.03
3:C:185:THR:HB 3:C:188:GLU:HG2 1.42 1.01
3:QQ:163:GLN:NE2 3:Q:164: THR:H 1.59 1.00
7:G:96:ALA:HA 7:G:107:MET:HE2 1.42 1.00
11:K:35:ILE:HD11 11:K:45:-MET:HE2 1.44 1.00
3:Q:185:THR:HB 3:Q:188:GLU:HG2 1.41 1.00
3:C:163:GLN:NE2 3:C:164: THR:H 1.60 0.99
2:B:15:PHE:H 3:C:23:GLN:HE22 0.99 0.99
14:N:161:GLN:HE21 14:2:136:GLY:HA2 1.28 0.98
3:Q:163:GLN:HE21 3:Q:164: THR:N 1.62 0.98
3:C:163:GLN:HE21 3:C:164:THR:N 1.62 0.98
14:N:136:GLY:HA2 14:2:161:GLN:HE21 1.27 0.97
7:U:96:ALA:HA 7:U:107:-MET:-HE2 1.48 0.93
2:B:124: THR:HG22 3:C:130:ARG:HH21 1.33 0.92
6:T:95:GLU:HG2 6:T:115:ARG:HB3 1.51 0.92
6:F:95:GLU:HG2 6:F:115:ARG:HB3 1.52 0.90
2:B:71:ASN:ND2 2:B:72:ASP:H 1.71 0.87
12:7:7:ALA:HB2 12:7:110:VAL:HG23 1.57 0.87
11:Y:35:ILE:HD11 11:Y:45:MET:CE 2.04 0.86
11:Y:10(B):LYS:N 11:Y:10(B):LYS:HD2 1.90 0.86
2:P:71:ASN:ND2 2:P:72:ASP:H 1.74 0.85
2:P:124: THR:HG22 3:Q:130:ARG:HH21 1.42 0.85
11:K:10(B):LYS:N 11:K:10(B):LYS:HD2 1.90 0.85
3:Q:185:' THR:HG22 3:Q:187:GLU:H 1.40 0.85
7:G:18(G):GLU:HG2 7:G:188:LYS:CB 2.08 0.84
11:K:10(B):LYS:H 11:K:10(B):LYS:CD 1.91 0.84
11:K:35:ILE:HD11 11:K:45:-MET:CE 2.08 0.84
12:L:7:ALA:HB2 12:1:110:VAL:HG23 1.60 0.83
4:D:97:VAL:HG21 11:K:65:LEU:HD13 1.58 0.83
6:T:35: THR:HG21 6:T:51:GLU:O 1.80 0.82
2:P:15:PHE:H 3:Q:23:GLN:HE22 1.25 0.82
10:J:168:MET:HG2 10:X:168:MET:HE2 1.60 0.82
7:U:18(G):GLU:HG2 7:U:188:LYS:CB 2.09 0.82
6:F:35:THR:HG21 6:F:51:GLU:O 1.78 0.81
2:B:124: THR:CG2 3:C:130:ARG:HH21 1.94 0.81
13:1:157:ASN:ND2 13:1:160:ARG:HH11 1.79 0.81
3:C:185:THR:HG22 3:C:187:GLU:H 1.44 0.81
7:G:18(G):GLU:HG2 7:G:188:LYS:HB2 1.63 0.80
1:0:124: THR:HG22 2:P:130:ARG:HH21 1.44 0.80

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
3:C:164:- THR:HG21 3:C:172:VAL:HG13 1.63 0.80
3:Q:15:PHE:H 4:R:23:GLN:HE22 1.29 0.80
7:G:67:ILE:HG13 7:G:211:GLU:HG2 1.64 0.80
3:C:15:PHE:H 4:D:23:GLN:HE22 1.29 0.80
14:N:136:GLY:HA2 14:2:161:GLN:NE2 1.97 0.79
11:K:21: THR:HG22 11:K:26:VAL:HA 1.65 0.79
2:B:20:ARG:NE 3:C:33:ARG:HH21 1.81 0.79
7:U:18(G):GLU:HG2 7:U:188:LYS:HB2 1.62 0.79
3:Q:164: THR:HG21 3:Q:172:VAL:HG13 1.64 0.79
11:Y:21:THR:HG22 11:Y:26:VAL:HA 1.66 0.78
10:J:168:MET:HE2 10:X:168:MET:HG2 1.65 0.78
7:U:121:GLN:O 7:U:124: THR:HB 1.83 0.78
5:5:2(C):VAL:HG13 5:S:2(D):ASP:H 1.49 0.78
12:7:43:-MET:HB2 12:7:101:ILE:HG22 1.65 0.78
14:N:161:GLN:NE2 14:2:136:GLY:HA2 1.98 0.78
5:5:52:LYS:HB3 5:5:63:TYR:O 1.83 0.78
5:E:2(C):VAL:HG13 5:E:2(D):ASP:H 1.48 0.78
14:N:48:SER:HB3 14:N:51:ASP:HB2 1.66 0.78
7:U:67:1ILE:HG13 7:U:211:GLU:HG2 1.64 0.78
1:0:86:ARG:HE 7:U:118:ASN:HD21 1.31 0.78
7:G:96:ALA:CA 7:G:107:MET:HE2 2.15 0.77
5:E:198:SER:HA 5:E:201:LEU:HG 1.66 0.77
5:E:48.LEU-HG 5:E:139:ILE:HD13 1.67 0.77
2:P:160: TRP:CE2 2:P:163:ILE:HD12 2.20 0.77
13:M:157:ASN:ND2 13:M:160:ARG:HH11 1.82 0.76
13:1:76:PRO:HD2 13:1:105:GLN:OE1 1.85 0.76
14:2:48:SER:HB3 14:2:51:ASP:HB2 1.66 0.76
13:1:152:GLU:O 13:1:156:VAL:HG23 1.86 0.76
5:S5:198:SER:HA 5:5:201:LEU:HG 1.66 0.76
3:Q:159:SER:HB2 16:Q:256:HOH:O 1.86 0.76
3:Q:33:ARG:HH11 3:Q:33:ARG:HB2 1.50 0.75
8:H:128:GLY:O 8:H:131:SER:HB2 1.87 0.75
2:B:181:LYS:O 2:B:184:MET:HG3 1.87 0.75
3:C:33:ARG:HB2 3:C:33:ARG:HH11 1.50 0.75
4:R:97:VAL:HG21 11:Y:65:LEU:HD13 1.67 0.75
1:0:130:ARG:HH21 7:U:124:THR:HG22 1.50 0.75
5:E:15:PHE:HB2 6:F:23:GLN:HE22 1.52 0.75
7:G:121:GLN:O 7:G:124:THR:HB 1.86 0.75
13:M:152:GLU:O 13:M:156:VAL:HG23 1.87 0.75
1:A:124: THR:HG22 2:B:130:ARG:HH21 1.49 0.75
7:U:59:LEU:O 7:U:61:PRO:HD3 1.87 0.75
10:X:143:ARG:O 10:X:146:MET:HG3 1.86 0.75

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:P:202: THR:HG22 2:P:204:SER:N 1.99 0.74
2:B:202: THR:HG22 2:B:204:SER:N 1.99 0.74
1:A:130:ARG:HH21 7:G:124: THR:HG22 1.53 0.74

8:V:128:GLY:O 8:V:131:SER:HB2 1.87 0.74
13:1:37:VAL:HG11 13:1:79:ILE:HD13 1.69 0.74
1:0:121:GLN:O 1:0:124: THR:HB 1.87 0.74
1:0:86:ARG:HH21 7:U:118:ASN:HD22 1.34 0.74
1:A:86:ARG:HE 7:G:118:ASN:HD21 1.36 0.74
5:E:52:LYS:HB3 5:E:63:TYR:O 1.88 0.74
10:J:143:ARG:O 10:J:146:MET:HG3 1.88 0.74
12:7:166:HIS:HD2 12:7:168:GLN:H 1.35 0.73
2:B:160: TRP:CE2 2:B:163:ILE:HD12 2.22 0.73
6:T:40:ILE:HD12 6:T:193:ALA:HB2 1.70 0.73
5:5:132:TYR:O 5:5:153:PRO:HB3 1.88 0.73
9:W:192:ARG:HG3 16:W:200:HOH:O 1.88 0.73
14:2:112: THR:HG22 14:2:120:HIS:HB2 1.71 0.73
5:5:48:LEU:HG 5:S:139:ILE:HD13 1.69 0.73
5:E:132:TYR:O 5:E:153:PRO:HB3 1.88 0.73
13:M:40:ASN:H 13:M:40:ASN:HD22 1.35 0.73
5:E:75:GLY:HA3 5:E:221:PHE:CE2 2.24 0.73
5:S:75:GLY:HA3 5:5:221:PHE:CE2 2.23 0.73
2:B:61:GLN:OE1 2:B:208:ASP:HA 1.89 0.73
3:C:40:VAL:HG12 3:C:162:ALA:HB1 1.71 0.73
9:W:29:ASN:H 9:W:29:ASN:HD22 1.37 0.73
2:P:61:GLN:OE1 2:P:208:ASP:HA 1.88 0.73
11:Y:131:GLN:HG3 11:Y:132:THR:N 2.04 0.73
12:L:166:HIS:HD2 12:1:168:GLN:H 1.36 0.72
6:F:69:VAL:HG12 16:F:248:HOH:O 1.88 0.72
2:P:181:LYS:O 2:P:184¢:MET:-HG3 1.88 0.72
9:W:137:MET:HE3 9:W:141:LEU:HD11 1.71 0.72
8:V:163:1ILE:HG23 8:V:170:GLY:HA2 1.71 0.72
7:G:198:ILE:HG23 7:G:203:THR:O 1.89 0.72
3:Q:40:VAL:HG12 3:Q:162:ALA:HB1 1.71 0.72
6:T:82:ILE:HB 6:T:83:PRO:HD3 1.72 0.72
6:F:40:1ILE:HD12 6:F:193:ALA:HB2 1.72 0.72
7:U:96:ALA:CA 7:U:107:-MET:HE2 2.19 0.72
10:X:156:LYS:O 10:X:160:GLN:HG3 1.89 0.71
7:U:198:ILE:HG23 7:U:203: THR:O 1.90 0.71
3:C:33:ARG:CB 3:C:33:ARG:HH11 2.03 0.71
3:Q:33:ARG:HH11 3:Q:33:ARG:CB 2.03 0.71
13:M:139:ARG:HH11 8:V:165:ASN:HD22 1.37 0.71
13:1:157:ASN:HD22 13:1:160:ARG:HH11 1.38 0.71

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
3:C:33:ARG:HB2 3:C:33:ARG:NH1 2.05 0.71
11:K:131:GLN:HG3 11:K:132: THR:N 2.04 0.71
10:X:52: THR:HG23 10:X:53:VAL:N 2.05 0.71
2:B:15:PHE:N 3:C:23:GLN:HE22 1.83 0.71
10:J:38:SER:HB2 10:J:39:PRO:HD2 1.73 0.71
1:0:124:THR:CG2 2:P:130:ARG:HH21 2.04 0.71
9:W:29:ASN:H 9:W:29:ASN:ND2 1.89 0.71
8:H:163:ILE:HG23 8:H:170:GLY:HA2 1.73 0.71
7:G:59:LEU:O 7:G:61:PRO:HD3 1.91 0.70
1:A:86:ARG:HH21 7:G:118:ASN:HD22 1.39 0.70
10:X:38:SER:HB2 10:X:39:PRO:HD2 1.73 0.70
10:J:156:LYS:O 10:J:160:GLN:HG3 1.91 0.70
5:E:2(C):VAL:HG13 5:E:2(D):ASP:N 2.06 0.70
3:C:41:LYS:HG2 3:C:161:SER:O 1.90 0.70
1:0:130:ARG:HH21 7:U:124:THR:CG2 2.04 0.70
1:0:20:LYS:HE3 1:0:25:ASP:0OD1 1.92 0.70
10:J:25:SER:HB2 11:K:131:GLN:HE22 1.56 0.70
10:J:-1:MET:HG2 10:J:1:ASP:H 1.56 0.70
1:A:170:VAL:HG23 16:A:250:HOH:O 1.90 0.70
14:N:112: THR:HG22 14:N:120:HIS:HB2 1.73 0.70
3:Q:41:LYS:HG2 3:Q:161:SER:O 1.92 0.70
10:X:32:ASP:0OD2 10:X:34: THR:HG22 1.90 0.70
10:X:-1:MET:HG2 10:X:1:ASP:H 1.56 0.70
13:1:40:ASN:HD22 13:1:40:ASN:H 1.36 0.70
1:A:121:GLN:O 1:A:124: THR:HB 1.92 0.70
3:Q:33:ARG:HB2 3:Q:33:ARG:NH1 2.05 0.69
2:P:126:HIS:HB3 3:Q:129:VAL:HG12 1.74 0.69
11:Y:7:ARG:HG2 11:Y:108:PRO:HB2 1.74 0.69
8:V:52:THR:O 8:V:56: THR:HB 1.92 0.69
1:A:20:LYS:HE3 1:A:25:ASP:OD1 1.91 0.69
10:J:52:THR:HG23 10:J:53:VAL:N 2.06 0.69
5:5:175:TYR:HB2 5:5:199:GLN:HG2 1.74 0.69
6:F:82:1LE:HB 6:F:83:PRO:HD3 1.73 0.69
5:5:2(C):VAL:HG13 5:S:2(D):ASP:N 2.08 0.69
5:E:17:PRO:HA 6:F:26:TYR:CD2 2.28 0.69
2:B:51:GLU:OE2 2:B:202: THR:HG23 1.93 0.69
5:E:82:ALA:HB3 5:E:83:PRO:HD3 1.75 0.69
9:1:29:ASN:H 9:1:29:ASN:ND2 1.91 0.69
9:1:29:ASN:H 9:1:29:ASN:HD22 1.39 0.69
11:K:33:LYS:HE2 15:K:2000:ESY:H23 1.75 0.69
8:V:3:ILE:HG22 8:V:16:ALA:HB2 1.75 0.69
9:I:137:MET:HE3 9:1:141:LEU:HD11 1.74 0.69
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Atom-1 Atom-2 Distance(A) | Clash(A)
12:1L:43:MET:HB2 12:L:101:ILE:HG22 1.72 0.69
8:H:165:ASN:HD22 13:1:139:ARG:HH11 1.40 0.69
13:M:76:PRO:HD2 13:M:105:GLN:OE1 1.93 0.69
5:E:175:TYR:HB2 5:E:199:GLN:HG2 1.74 0.69
1:A:124: THR:CG2 2:B:130:ARG:HH21 2.06 0.68

2:P:65:GLU:HG3 2:P:66:LYS:HG3 1.73 0.68
7:G:12:ILE:HG13 7:G:14:ILE:HG23 1.75 0.68
8:H:52:THR:O 8:H:56: THR:HB 1.93 0.68
2:B:65:GLU:HG3 2:B:66:LYS:HG3 1.74 0.68
10:J:32:ASP:0OD2 10:J:34:THR:HG22 1.92 0.68
11:Y:33:LYS:HE2 15:Y:2000:ESY:H23 1.75 0.68
13:M:37:VAL:HG11 13:M:79:ILE:HD13 1.75 0.68
5:E:12:. THR:HG21 5:E:124: THR:HA 1.75 0.68
2:P:219:GLU:HG2 2:P:21(E):VAL:N 2.09 0.68
5:E:48.LEU:HD13 5:E:77:SER:HB3 1.75 0.68
13:1:42:VAL:HG23 13:1:178:ILE:HD11 1.76 0.68
13:M:42:VAL:HG23 13:M:178:1LE:HD11 1.75 0.68
5:E:167:ALA:HB3 16:E:246:HOH:O 1.93 0.68
10:X:25:SER:HB2 11:Y:131:GLN:HE22 1.59 0.68
7:G:18(G):GLU:HG2 7:G:188:LYS:HB3 1.76 0.68
2:P:51:GLU:OE2 2:P:202: THR:HG23 1.93 0.67
4:D:40:ILE:HG13 4:D:193:VAL:HG23 1.76 0.67
6:1:210:LEU:HD12 6:1:211:GLU:H 1.59 0.67
11:K:7:ARG:HG2 11:K:108:PRO:HB2 1.75 0.67
4:D:177.LEU:HD13 5:E:58:LEU:HD11 1.76 0.67
3:Q:65:SER:HB2 16:Q:247:HOH:O 1.92 0.67
7:U:151: THR:HG22 7:U:157'TYR:HB2 1.76 0.67
1:0:15:PHE:H 2:P:23:GLN:HE22 1.40 0.67
4:R:12(D):ALA:HB3 4:R:126:ARG:HD3 1.76 0.67
5:S:111:ARG:HG3 16:S:243:HOH:O 1.93 0.67
9:W:1:GLY:HA3 9:W:33:LYS:HE2 1.76 0.67
5:5:48:LEU:HD13 5:S:77:SER:HB3 1.75 0.67
14:2:10(B):LYS:C 14:2:10(B):LYS:HD3 2.15 0.67
4:R:40:ILE:HG13 4:R:193:VAL:HG23 1.75 0.67
7:U:12:.ILE:HG13 7:U:14:ILE:HG23 1.76 0.67
2:B:219:GLU:HG2 2:B:21(E):VAL:N 2.09 0.67
11:Y:174:ASN:HD21 11:Y:189:ASN:HB2 1.60 0.67
5:5:227:GLU:N 5:5:227:GLU:CD 2.48 0.67
13:M:157:ASN:HD22 13:M:160:ARG:HH11 1.40 0.67
13:M:14(D):GLU:O 13:M:14(G):ILE:HG13 1.95 0.67
6:F:37:SER:HB3 6:F:50:VAL:HG23 1.76 0.67
4:D:12(D):ALA:HB3 4:D:126:ARG:HD3 1.78 0.67
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Atom-1 Atom-2 Distance(A) | Clash(A)
13:1:14(D):GLU:O 13:1:14(G):ILE:HG13 1.95 0.67
5:5:12:THR:HG21 5:5:124:THR:HA 1.74 0.66

5:S:18(D):ILE:O 5:5:18(D):ILE:HG12 1.94 0.66
9:1:1:GLY:HA3 9:1:33:LYS:HE2 1.77 0.66
3:Q:163:GLN:HE21 3:Q:164: THR:H 0.78 0.66
13:M:8: TYR:CE2 13:M:148:VAL:HG22 2.30 0.66
2:P:124:THR:CG2 3:Q:130:ARG:HH21 2.09 0.66
2:B:163:ILE:HG12 2:B:164:SER:H 1.60 0.66
4:R:102:TYR:O 12:Z:81:ARG:HG3 1.95 0.66
4:R:12(F):GLY:O 4:R:12(G):GLU:HB2 1.95 0.66
7:G:151:THR:HG22 7:G:157:TYR:HB2 1.78 0.66
5:E:86:ARG:HH11 5:E:86:ARG:HG3 1.59 0.66
7:U:87:ASN:HD22 7:U:87:ASN:C 1.99 0.66
12:7:-7:ASN:HD22 12:7:-6:PRO:HD2 1.61 0.65
2:B:126:HIS:HB3 3:C:129:VAL:HG12 1.77 0.65
14:N:18(G):TYR:HA 14:N:18(J):LEU:HG 1.78 0.65
3:Q:85:SER:O 3:Q:89:ILE:HG13 1.97 0.65
5:E:2(B):THR:H 5:E:2(E):ASN:HD22 1.43 0.65
5:S:2(B):THR:H 5:S:2(E):ASN:HD22 1.44 0.65
5:E:18(D):ILE:O 5:E:18(D):ILE:HG12 1.96 0.65
5:5:207:LEU:HA 5:5:2(E):ASN:ND2 2.11 0.65
14:N:10(B):LYS:HD3 14:N:10(B):LYS:C 2.16 0.65
2:B:121:GLN:O 2:B:124: THR:HB 1.97 0.65
4:D:12(F):GLY:O 4:D:12(G):GLU:HB2 1.96 0.65
5:5:82:ALA:HB3 5:5:83:PRO:HD3 1.78 0.65
2:B:15:PHE:H 3:C:23:GLN:NE2 1.83 0.65
12:7:114:ASP:HB2 12:7:118:SER:HB3 1.79 0.65
3:Q:106:PRO:HG2 3:Q:143:PRO:CG 2.27 0.65
6:T:186:ALA:O 6:T:190:VAL:HG23 1.96 0.65
6:T:37:SER:HB3 6:T:50: VAL:HG23 1.76 0.65
14:2:18(G):TYR:HA 14:2:18(J):LEU:HG 1.79 0.65
13:1:14(C):ARG:HG3 | 13:1:14(C):ARG:HH11 1.61 0.65
3:C:172:VAL:HG23 3:C:196:SER:HB2 1.78 0.65
6:T:176:LEU:HD22 6:T:196:1LE:HD13 1.77 0.65
11:Y:10(B):LYS:CD 11:Y:10(B):LYS:H 1.91 0.64
13:M:40:ASN:HD22 13:M:40:ASN:N 1.94 0.64
8:V:3:ILE:HG22 8:V:16:ALA:CB 2.27 0.64
12:L:-7:ASN:HD22 12:L:-6:PRO:HD2 1.61 0.64
6:F:186:ALA:O 6:F:190:VAL:HG23 1.97 0.64
6:T:43:ASN:HD22 6:T:43:ASN:N 1.95 0.64
4:D:102:TYR:O 12:L:81:ARG:HG3 1.97 0.64
2:B:6:ARG:HB2 5:E: 127 TYR:OH 1.98 0.64
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Atom-1 Atom-2 Distance(A) | Clash(A)
6:T:38:ILE:HG22 6:T:164:ALA:CB 2.27 0.64
2:P:163:1ILE:HG12 2:P:164:SER:H 1.60 0.64

11:K:174:ASN:HD21 11:K:189:ASN:HB2 1.63 0.64
9:W:6:MET:HE1 9:W:155:1LE:HA 1.79 0.64
13:1:157:ASN:HD22 13:1:160:ARG:NH1 1.96 0.64
5:E:227:GLU:CD 5:E:227:GLU:N 2.49 0.64
3:Q:172:VAL:HG23 3:Q:196:SER:HB2 1.79 0.64
14:2:14:LEU:O 14:2:175:MET:HA 1.97 0.64
6:F:210:LEU:HD12 6:F:211:GLU:H 1.63 0.64
5:5:86:ARG:HH11 5:S5:86:ARG:HG3 1.61 0.64
6:F:43:ASN:N 6:F:43:ASN:HD22 1.96 0.64
7:U:18(G):GLU:HG2 7:U:188:LYS:HB3 1.79 0.64
2:B:163:ILE:HG12 2:B:164:SER:N 2.13 0.64
3:C:160: TRP:CE2 4:D:59:LEU:HD23 2.33 0.64
2:P:202: THR:HG22 2:P:203:ASP:N 2.12 0.64
9:1:29:ASN:ND2 9:1:30:LYS:HG3 2.13 0.64
2:B:202: THR:HG22 2:B:203:ASP:N 2.14 0.63
13:1:8:TYR:CE2 13:1:148:VAL:HG22 2.33 0.63
2:B:71:ASN:ND2 2:B:72:ASP:N 2.45 0.63
8:V:148:LYS:O 8:V:152:1LE:HG12 1.97 0.63
7:U:168:LYS:HD2 7:U:201:LEU:HD22 1.81 0.63
7:G:87:ASN:C 7:G:87:ASN:HD22 2.01 0.63
9:W:27:VAL:HG13 16:X:215:HOH:O 1.98 0.63
6:F:176:LEU:HD22 6:F:196:1LE:HD13 1.78 0.63
12:1.:114:ASP:HB2 12:1:118:SER:HB3 1.80 0.63
5:S:77:SER:OG 5:5:137:LEU:HB2 1.98 0.63
10:J:24:ILE:HG22 15:K:2000:ESY:041 1.99 0.63
2:P:163:ILE:HG12 2:P:164:SER:N 2.14 0.63
11:K:195:LEU:O 11:K:199:VAL:HG23 1.98 0.63
9:I:6:MET:HE1 9:1:155:ILE:HA 1.81 0.63
1:A:173:LYS:O 1:A:177:GLU:HG3 1.99 0.63
5:5:141:TYR:CE2 5:5:217:LYS:HA 2.33 0.63
14:N:126:1ILE:HD13 14:N:126:1LE:H 1.64 0.63
5:E:207:LEU:HA 5:E:2(E):ASN:ND2 2.12 0.63
14:N:163:ILE:HG23 14:N:170:GLY:HA2 1.79 0.63
3:C:106:PRO:HG2 3:C:143:PRO:CG 2.27 0.63
3:C:232:TYR:O 3:C:236:1LE:HG13 1.99 0.63
6:F:43:ASN:ND2 6:F:43:ASN:H 1.97 0.62
6:F:109:ILE:HD12 6:F:109:ILE:N 2.13 0.62
2:P:219:GLU:HG2 2:P:21(E):VAL:H 1.64 0.62
6:T:136: THR:O 6:T:150:MET:HA 1.99 0.62
1:0:173:LYS:0O 1:0:177:GLU:HG3 1.99 0.62
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Atom-1 Atom-2 Distance(A) | Clash(A)
6:T:109:ILE:HD12 6:T:109:ILE:N 2.14 0.62
1:A:130:ARG:HH21 7:G:124:THR:CG2 2.11 0.62
14:2:112: THR:CG2 14:2:120:HIS:HB2 2.28 0.62
5:E:141:TYR:CE2 5:E:217:LYS:HA 2.34 0.62
14:2:126:1LE:H 14:2:126:1LE:HD13 1.64 0.62
14:2:163:1ILE:HG23 14:2:170:GLY:HA2 1.79 0.62
14:N:14:LEU:O 14:N:175:MET:HA 1.98 0.62
3:Q:241:GLN:C 3:Q:243:GLN:H 2.03 0.62
5:5:97:ASN:HD21 12:7:61:ASN:HD21 1.47 0.62
3:Q:185:THR:CB 3:Q:188:GLU:HG2 2.24 0.62
4:D:185:THR:0G1 4:D:188:GLU:HG3 1.99 0.62
6:F:20(B):GLU:HG3 6:F:20(C):LYS:HG3 1.79 0.62
&:H:148:LYS:O 8:H:152:ILE:HG12 2.00 0.62
12:7:14:LEU:HD13 12:7:34:VAL:HG13 1.82 0.62
11:K:126:CYS:HB2 11:K:135: TYR:CE1 2.34 0.62
2:P:121:GLN:O 2:P:124:THR:HB 1.98 0.62
7:U:158:VAL:HG22 7:U:159:GLY:N 2.14 0.62
9:W:156:SER:O 9:W:160:LEU:HB2 2.00 0.62
9:W:29:ASN:N 9:W:29:ASN:HD22 1.97 0.62
10:X:52: THR:HG23 10:X:53:VAL:H 1.64 0.62
3:Q:41:LYS:HD3 3:Q:161:SER:HA 1.82 0.62
2:B:219:GLU:HG2 2:B:21(E):VAL:H 1.64 0.62
6:F:38:ILE:HG22 6:F:164:ALA:CB 2.30 0.62
9:1:113:PHE:CD2 9:1:113:PHE:N 2.68 0.62
6:T:43:ASN:ND2 6:T:43:ASN:H 1.96 0.61
3:C:206:GLY:HA3 3:C:209:ASN:HB2 1.82 0.61
3:Q:216:LYS:HB2 3:QQ:220:ASP:HB3 1.82 0.61
8:H:144:GLN:O 8:H:145:ASP:HB2 2.00 0.61
12:7:109:ALA:HB2 12:7:121:ARG:NH2 2.16 0.61
2:P:71:ASN:ND2 2:P:72:ASP:N 2.47 0.61
13:M:157:ASN:HD22 13:M:160:ARG:NH1 1.97 0.61
13:1:113:VAL:HG23 13:1:119: THR:HG22 1.83 0.61
10:X:48:GLU:HB2 10:X:96:GLN:HB2 1.81 0.61
14:N:112:THR:CG2 14:N:120:HIS:HB2 2.30 0.61
3:C:85:SER:O 3:C:89:ILE:HG13 2.00 0.61
2:P:101:LYS:NZ 10:X:85:GLN:NE2 2.49 0.61
3:C:241:GLN:C 3:C:243:GLN:H 2.04 0.61
5:S5:15:PHE:HB2 6:T:23:GLN:HE22 1.65 0.61
4:R:185:THR:OG1 4:R:188:GLU:HG3 2.00 0.61
8:H:196:VAL:HG23 16:H:239:HOH:O 2.01 0.61
3:C:41:LYS:HD3 3:C:161:SER:HA 1.82 0.61
10:J:48:GLU:HB2 10:J:96:GLN:HB2 1.81 0.61
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Atom-1 Atom-2 Distance(A) | Clash(A)
5:E:194:VAL:HA 5:E:197:ILE:HG22 1.83 0.61
13:M:14(G):ILE:N 13:M:144:PRO:HD2 2.16 0.61
3:Q:206:GLY:HA3 3:Q:209:ASN:HB2 1.83 0.61
5:S:73:HIS:HE1 5:S5:107:LEU:O 1.83 0.61
13:M:148:VAL:HG23 16:M:236:HOH:O 2.01 0.60
7:G:158:VAL:HG22 7:G:159:GLY:N 2.16 0.60
10:J:147: THR:HG23 10:J:150: GLU:OE2 2.01 0.60
2:B:124: THR:HG22 3:C:130:ARG:NH2 2.13 0.60
3:Q:160: TRP:CE2 4:R:59:LEU:HD23 2.36 0.60
3:Q:55:THR:O 3:Q:56:LEU:HD13 2.01 0.60
8:H:3:ILE:HG22 &:H:16:ALA:HB2 1.83 0.60
9:I:6:MET:HE3 9:1:155:ILE:HG13 1.81 0.60
11:Y:86:LEU:O 11:Y:89:GLN:HB2 2.01 0.60
3:C:216:LYS:HB2 3:C:220:ASP:HB3 1.82 0.60
9:W:113:PHE:CD2 9:W:113:PHE:N 2.69 0.60
7:G:168:LYS:HD2 7:G:201:LEU:HD22 1.83 0.60
13:1:41:THR:OG1 13:1:76:PRO:HG3 2.02 0.60
8:V:35:HIS:HB3 8:V:56: THR:HG21 1.84 0.60
12:1L:14:.LEU:HD13 12:1:34:VAL:HG13 1.81 0.60
1:A:15:PHE:H 2:B:23:GLN:HE22 1.48 0.60
12:1L:109:ALA:HB2 12:1L:121:ARG:NH2 2.16 0.60
5:5:92.LEU:HD11 5:S:112:ALA:HB1 1.83 0.60
10:X:147:- THR:HG23 10:X:150:GLU:OE2 2.00 0.60
1:0:26:TYR:CD1 7:U:17:PRO:HA 2.36 0.60
13:1:37:VAL:HG11 13:1:79:ILE:CD1 2.31 0.60
13:1:14(G):ILE:N 13:1:144:PRO:HD2 2.15 0.60
6:T:20(B):GLU:HG3 6:T:20(C):LYS:HG3 1.84 0.60
1:0:27:ALA:O 1:0:31:VAL:HG23 2.01 0.60
16:0:241:HOH:O 2:P:81:LEU:HD12 2.02 0.59
10:X:24:ILE:HG22 15:Y:2000:ESY:041 2.02 0.59
12:7:-7:ASN:HD22 12:7:-6:PRO:CD 2.14 0.59
3:C:46:VAL:O 3:C:215:VAL:HG12 2.02 0.59
10:X:44:SER:OG 10:X:100:LEU:HB2 2.01 0.59
1:A:27:ALA:O 1:A:31:VAL:HG23 2.02 0.59
10:X:140:HIS:HD2 10:X:141:HIS:CE1 2.20 0.59
6:T:187:ARG:HG3 6:T:187:ARG:HH11 1.67 0.59
5:E:77:SER:OG 5:E:137.LEU:HB2 2.01 0.59
10:X:52: THR:CG2 10:X:53:VAL:H 2.15 0.59
6:T:126: TYR:HE1 7:U:129:MET:SD 2.25 0.59
8:V:144:GLN:O 8:V:145:ASP:HB2 2.02 0.59
6:T:54:1ILE:HG13 6:T:208:PHE:HA 1.84 0.59
10:J:18:LYS:HG2 10:J:174:ILE:HG13 1.84 0.59
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10:J:168:MET:HG2 10:X:168:MET:CE 2.31 0.59
6:T:172:ALA:O 6:T:176:LEU:HD23 2.03 0.59
12:L:-7:ASN:HD22 12:L:-6:PRO:CD 2.15 0.59
12:7:93:PHE:N 12:7:94:PRO:HD3 2.17 0.59
4:R:162:ALA:HB3 5:S:58:LEU:HD23 1.84 0.59
11:K:10(A):ARG:HG2 | 11:K:10(A):ARG:HH11 1.67 0.59
1:A:51:GLU:OE1 1:A:202: VAL:HG22 2.02 0.59
3:Q:106:PRO:HG2 3:Q:143:PRO:HG2 1.85 0.59
8:V:80:LEU:HD12 8:V:113:ILE:HD11 1.83 0.59
6:F:54:1ILE:HG13 6:F:208:PHE:HA 1.85 0.59
6:T:121:GLN:HE21 6:T:121:GLN:C 2.05 0.59
9:1:156:SER:O 9:1:160:LEU:HB2 2.02 0.59
4:R:196:1ILE:H 4:R:196:1ILE:HD12 1.67 0.59
5:5:207:LEU:HA 5:5:2(E):ASN:HD22 1.68 0.59
10:X:52: THR:CG2 10:X:53:VAL:N 2.66 0.59
11:Y:10(A):ARG:HH11 | 11:Y:10(A):ARG:HG2 1.66 0.59
5:E:18(C):PHE:HA 5:E:18(F):ILE:CG1 2.33 0.58
2:P:239: THR:HG22 2:P:239: THR:OXT 2.02 0.58
13:M:14(C):ARG:HH11 | 13:M:14(C):ARG:HG3 1.68 0.58
13:M:17:ASP:HA 13:M:173:PHE:CB 2.33 0.58
11:Y:12:ILE:HB 11:Y:178:VAL:HB 1.85 0.58
2:B:97:GLN:NE2 16:B:246:HOH:O 2.35 0.58
7:G:170:GLN:HE21 7:G:174:- THR:HG23 1.68 0.58
8:H:173:VAL:HB 8:H:192:LEU:HB2 1.86 0.58
1:0:86:ARG:HH21 7:U:118:ASN:ND2 1.99 0.58
3:C:106:PRO:HG2 3:C:143:PRO:HG2 1.85 0.58
5:5:70:CYS:SG 5:5:92:LEU:HD23 2.43 0.58
11:K:12:ILE:HB 11:K:178:VAL:HB 1.84 0.58
3:Q:46:VAL:O 3:Q:215:VAL:HG12 2.03 0.58
11:Y:195:LEU:O 11:Y:199:VAL:HG23 2.03 0.58
5:S:201:LEU:O 5:5:202:ARG:HB2 2.04 0.58
14:N:146:MET:HE3 14:N:150:GLU:HB3 1.84 0.58
1:0:86:ARG:HE 7:U:118:ASN:ND2 2.00 0.58
12:7:-7:ASN:ND2 12:7:-5'TYR:H 2.00 0.58
14:2:3:ILE:HG22 14:2:16:ALA:CB 2.33 0.58
3:Q:232:TYR:O 3:Q:236:ILE:HG13 2.03 0.58
2:B:71:ASN:HD22 2:B:72:ASP:H 1.47 0.58
10:J:52: THR:HG23 10:J:53:VAL:H 1.68 0.58
12:L:14(I): THR:O 12:L:1(I):ASN:HB3 2.04 0.58
5:E:73:HIS:HE1 5:E:107:LEU:O 1.85 0.58
14:N:171:GLY:HA2 13:1:197: TRP:CH2 2.39 0.58
8:V:173:VAL:HB 8:V:192:LEU:HB2 1.85 0.58
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3:C:185:THR:HG22 3:C:187:GLU:N 2.15 0.58
5:5:194:VAL:HA 5:5:197:ILE:HG22 1.85 0.58
1:0:51:GLU:OE1 1:0:202:VAL:HG22 2.02 0.58
13:1:19:LEU:HB2 13:1:170:SER:HB2 1.86 0.58
13:M:197: TRP:CH2 14:2:171:GLY:HA2 2.39 0.58
14:N:55:1ILE:HD11 14:N:95:LEU:HD13 1.85 0.58
7:U:217:LYS:HE3 7:U:217:LYS:HA 1.86 0.58
3:C:163:GLN:HE21 3:C:164:THR:H 0.78 0.58
13:1:40:ASN:HD22 13:1:40:ASN:N 1.94 0.58
4:R:40:ILE:HG13 4:R:193:VAL:CG2 2.34 0.58
3:Q:55: THR:HG22 3:Q:56:LEU:HD22 1.85 0.58
12:7:99:THR:CG2 16:7:202:HOH:O 2.52 0.58
12:7:14(I1):THR:O 12:7:14(K):LYS:HB2 2.04 0.58
6:F:187:ARG:HG3 6:F:187:ARG:HH11 1.69 0.58
3:Q:185:THR:HG22 3:Q:187:GLU:N 2.13 0.57
9:1:29:ASN:HD22 9:1:29:ASN:N 1.98 0.57
16:K:2016:HOH:O 10:X:136:SER:HA 2.04 0.57
5:5:18(C):PHE:HA 5:S:18(F):ILE:CG1 2.33 0.57
3:Q:52:ARG:HD2 3:Q:208:LYS:O 2.04 0.57
&:H:3:ILE:HG22 8:H:16:ALA:CB 2.34 0.57
4:D:24:VAL:O 4:D:27:SER:HB3 2.03 0.57
6:F:136: THR:O 6:F:150:MET:HA 2.04 0.57
2:P:121:GLN:HG3 3:Q:83:ALA:HB1 1.85 0.57
10:X:18:LYS:HG2 10:X:174:1ILE:HG13 1.86 0.57
12:1.:33:LYS:HD2 12:1:46:ASN:HD22 1.69 0.57
9:W:178:ILE:HG13 9:W:184:VAL:HG22 1.86 0.57
3:Q:190:VAL:HG13 3:Q:212:ILE:HG21 1.85 0.57
12:1:93:PHE:N 12:1:94:PRO:HD3 2.18 0.57
5:E:207:LEU:HA 5:E:2(E):ASN:HD22 1.70 0.57
10:J:52: THR:CG2 10:J:53:VAL:N 2.67 0.57
12:7:14(1): THR:O 12:7:1(I1):ASN:HB3 2.03 0.57
8:V:105:ASP:HB2 8:V:10(A):PRO:CD 2.35 0.57
14:2:21: THR:HG22 14:2:26:ILE:HA 1.85 0.57
9:W:29:ASN:ND2 9:W:30:LYS:HG3 2.19 0.57
3:C:17:PRO:HA 4:D:26:TYR:CD1 2.39 0.57
5:E:95:GLN:HG3 5:E:115:LEU:HD13 1.86 0.57
7:G:217:LYS:HA 7:G:217:LYS:HE3 1.87 0.57
15:K:2000:ESY:H1 9:W:24:SER:OG 2.05 0.57
9:W:6:MET:HE3 9:W:155:1ILE:HG13 1.86 0.57
4:R:81:LEU:HB3 16:R:599:HOH:O 2.04 0.57
14:N:3:ILE:HG22 14:N:16:ALA:CB 2.35 0.57
4:D:40:ILE:HG13 4:D:193:VAL:CG2 2.34 0.57

Continued on next page...




Page 31

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Atom-1 Atom-2 Distance(A) | Clash(A)
5:E:92:LEU:HD11 5:E:112:ALA:HB1 1.87 0.57
7:U:39:ALA:HB2 7:U:48:VAL:HG12 1.86 0.57

8:H:35:HIS:HB3 8:H:56: THR:HG21 1.86 0.57
5:S5:210:LEU:HD21 5:S5:212:ILE:HD11 1.87 0.57
14:N:175:MET:HB2 14:N:187:LEU:HB2 1.86 0.57

7:G:190:VAL:O 7:G:194:1LE:HG13 2.05 0.57

7:G:77:-VAL:CG1 7:G:137:-THR:HB 2.35 0.57
3:C:55: THR:HG22 3:C:56:LEU:HD22 1.87 0.57
3:C:190:VAL:HG13 3:C:212:ILE:HG21 1.86 0.57
8:H:80:LEU:HD12 8:H:113:ILE:HD11 1.86 0.57

2:B:20:ARG:HE 3:C:33:ARG:HH21 1.52 0.57

10:J:-1:MET:HG2 10:J:1:ASP:N 2.19 0.57
3:Q:100:ARG:NH1 3:Q:106:PRO:HB3 2.20 0.57
13:1:35:ILE:HD12 13:1:56:GLU:HG3 1.87 0.57
5:5:207:LEU:N 5:5:207:LEU:HD23 2.20 0.56
5:E:15:PHE:HB2 6:F:23:GLN:NE2 2.20 0.56
10:J:52: THR:CG2 10:J:53:VAL:H 2.18 0.56
12:1L:14(I): THR:O 12:L:14(K):LYS:HB2 2.04 0.56
1:0:212:LEU:HD22 1:0:224:LEU:HD12 1.87 0.56
4:R:24:VAL:O 4:R:27:SER:HB3 2.05 0.56
5:S5:185:ASN:HD21 5:S:187:ASP:HB2 1.70 0.56
12:1:98:HIS:HB2 16:L:200:HOH:O 2.05 0.56
10:J:168:MET:CE 10:X:168:MET:HG2 2.35 0.56

13:1:11:GLY:HA3 13:1:178:ILE:O 2.05 0.56
6:T:121:GLN:NE2 6:T:121:GLN:C 2.59 0.56
4:R:81:LEU:HD12 4:R:133:GLY:HA3 1.86 0.56

3:C:55:THR:O 3:C:56:LEU:HD13 2.05 0.56
7:U:31:THR:HG21 7:U:135:ILE:HG13 1.87 0.56
7:U:170:GLN:HE21 7:U:174:THR:HG23 1.70 0.56

3:C:185:THR:CB 3:C:188:GLU:HG2 2.24 0.56
11:Y:131:GLN:HG3 11:Y:132: THR:H 1.69 0.56
10:X:-1:MET:HG2 10:X:1:ASP:N 2.19 0.56

5:5:18(C):PHE:C 5:S:18(E):LYS:H 2.08 0.56

8:H:105:ASP:HB2 8:H:10(A):PRO:CD 2.35 0.56
11:Y:126:CYS:HB2 11:Y:135:TYR:CE1 2.40 0.56
1:A:212:LEU:HD22 1:A:224:LEU:HD12 1.86 0.56
14:2:146:MET:HE3 14:2:150:GLU:HB3 1.87 0.56
13:M:113:VAL:HG23 13:M:119: THR:HG22 1.87 0.56

13:M:-6:GLN:O 13:M:-6:GLN:HG3 2.05 0.56

13:1:84:ALA:HA 13:1:113:VAL:HG21 1.87 0.56

3:C:46:VAL:HB 3:C:215:VAL:CG1 2.35 0.56
12:7:99:THR:HG22 16:7:202:HOH:O 2.04 0.56
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Atom-1 Atom-2 Distance(A) | Clash(A)
4:D:196:1ILE:H 4:D:196:ILE:HD12 1.70 0.56
11:K:86:LEU:O 11:K:89:GLN:HB2 2.04 0.56

13:M:84:ALA:HA 13:M:113:VAL:HG21 1.87 0.56
7:G:72:ARG:NH2 14:N:39:ASP:0D2 2.38 0.56
3:C:159:SER:O 4:D:59:LEU:HD22 2.06 0.56
3:C:52:ARG:HD2 3:C:208:LYS:O 2.06 0.56
8:H:105:ASP:HB2 8:H:10(A):PRO:HD2 1.88 0.56
10:J:140:HIS:HD2 10:J:141:HIS:CE1 2.23 0.56
4:D:172:ALA:HB1 4:D:196:1ILE:HG21 1.88 0.56
6:T:127:ASN:HD22 6:T:128:SER:N 2.03 0.56
11:K:156:LYS:HB2 11:K:175:LEU:HD11 1.88 0.56
9:1:178:ILE:HG13 9:1:184:VAL:HG22 1.87 0.56
10:J:111:TYR:CE1 10:J:121:GLU:HG3 2.40 0.56
3:Q:168:ASN:HB2 3:Q:200:VAL:HG11 1.88 0.56
2:B:161:LYS:HG3 3:C:59:GLN:O 2.06 0.56
10:X:111:TYR:CE1 10:X:121:GLU:HG3 2.41 0.56
9:1:2:ILE:HG21 9:1:130:ALA:HB3 1.88 0.56
6:T:95:GLU:HG3 6:T:115:ARG:HH11 1.71 0.56
6:F:127:ASN:HD22 6:F:128:SER:N 2.03 0.56
7:U:192:PHE:C 7:U:192:PHE:CD1 2.78 0.56
1:A:86:ARG:HH21 7:G:118:ASN:ND2 2.03 0.56
11:Y:7:ARG:HD2 11:Y:108:PRO:O 2.04 0.56
13:M:11:GLY:HA3 13:M:178:ILE:O 2.06 0.56
7:U:152:ASP:HB2 7:U:153:PRO:CD 2.36 0.56
2:P:185:LYS:HD3 2:P:186:VAL:N 2.20 0.56
3:C:163:GLN:HE22 3:C:173:ARG:HE 1.54 0.56
12:1:129:ALA:HB1 12:1:166:HIS:CE1 2.41 0.56
12:1:14(C):GLN:HG2 8:V:210:THR:CG2 2.36 0.56
2:B:239: THR:OXT 2:B:239: THR:HG22 2.06 0.56
10:X:43:-MET:HG3 10:X:101:ILE:HG13 1.88 0.56
11:Y:4:LEU:HD11 11:Y:159:1LE:HG12 1.88 0.56
5:E:231:LYS:HD2 5:E:231:LYS:H 1.71 0.56
6:T:43:ASN:HD22 6:T:43:ASN:H 1.53 0.55
5:S5:97:ASN:HD21 12:7:61:ASN:ND2 2.04 0.55
2:B:152:ASN:HB2 2:B:153:PRO:HD2 1.86 0.55
8:V:179:GLU:OE2 8:V:182:LYS:HE2 2.06 0.55
7:G:172:1LE:HD11 7:G:201:LEU:HD21 1.87 0.55
10:J:43:MET:HG3 10:J:101:ILE:HG13 1.89 0.55
13:M:19:LEU:HB2 13:M:170:SER:HB2 1.87 0.55
7:G:35:1ILE:HG23 7:G:51:GLN:HB2 1.88 0.55
14:N:186:ARG:HD3 16:N:218:HOH:O 2.06 0.55
6:F:121:GLN:HE21 6:F:121:GLN:C 2.10 0.55
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Atom-1 Atom-2 Distance(A) | Clash(A)
13:M:139:ARG:HH11 8:V:165:ASN:ND2 2.03 0.55
7:G:72:ARG:HB2 7:G:72:ARG:HH11 1.71 0.55
7:G:39:ALA:HB2 7:G:48:VAL:HG12 1.88 0.55
14:N:36:ARG:HG3 14:N:42: TRP:CE2 2.41 0.55
7:U:35:1LE:HG23 7:U:51:GLN:HB2 1.87 0.55
5:E:207:LEU:HD23 5:E:207:-LEU:N 2.22 0.55
12:7:129:ALA:HB1 12:7:166:HIS:CE1 2.41 0.55
5:E:210:LEU:HD21 5:E:212:1LE:HD11 1.89 0.55
14:2:44:CYS:HB2 14:2:100:ILE:HB 1.87 0.55
7:G:31:THR:HG21 7:G:135:1ILE:HG13 1.88 0.55
5:E:97:ASN:HD21 12:L:61:ASN:HD21 1.52 0.55
5:E:201:LEU:O 5:E:202:ARG:HB2 2.06 0.55
5:5:201:LEU:HD11 5:5:207:LEU:HD22 1.88 0.55
14:2:175:MET:HB2 14:2:187:LEU:HB2 1.88 0.95
7:U:172:ILE:HD11 7:U:201:LEU:HD21 1.89 0.9
13:1:113:VAL:HA 13:1:118:VAL:O 2.06 0.55
7:G:152:ASP:HB2 7:G:153:PRO:CD 2.37 0.55
13:1:17:ASP:HA 13:1:173:PHE:CB 2.37 0.55
11:K:7:ARG:HD2 11:K:108:PRO:O 2.07 0.55
11:Y:174:ASN:ND2 11:Y:189:ASN:HB2 2.21 0.55
9:W:122:ALA:HB3 9:W:125:ILE:CD1 2.36 0.55
1:0:69:LEU:HD23 1:0:69:LEU:C 2.27 0.55
3:Q:17:PRO:HA 4:R:26:TYR:CD1 2.41 0.55
10:X:10(B):LYS:NZ 10:X:10(B):LYS:HB2 2.22 0.55
1:A:179:ARG:NH1 1:A:179:ARG:HB3 2.22 0.55
13:M:41:THR:OG1 13:M:76:PRO:HG3 2.07 0.55
12:L:-7:ASN:ND2 12:L:-5:TYR:H 2.04 0.55
11:Y:143:LYS:HB2 11:Y:146:LEU:HD12 1.89 0.95
14:2:55:1ILE:HD11 14:2:95:LEU:HD13 1.88 0.95
5:S5:17:PRO:HA 6:T:26:TYR:CD2 2.41 0.55
12:7:33:LYS:HD2 12:7:46:ASN:HD22 1.72 0.55
5:5:95:GLN:HG3 5:5:115:LEU:HD13 1.88 0.55
3:Q:173:ARG:O 3:Q:177:GLU:HG3 2.07 0.55
9:1:137:-MET:CE 9:1:141:LEU:HD11 2.37 0.55
9:W:45:ILE:HB 9:W:52:VAL:HG13 1.89 0.95
3:C:227:GLU:OE1 3:C:227:GLU:N 2.39 0.55
2:B:185:LYS:HD3 2:B:186:VAL:N 2.22 0.55
7:U:9:ASP:0OD2 7:U:16:SER:HA 2.06 0.55
12:7:-6:PRO:O 13:1:91:ARG:NH1 2.38 0.55
6:T:147:HIS:HD2 16:T:242:HOH:O 1.89 0.55
3:Q:46:VAL:HB 3:Q:215:VAL:CG1 2.37 0.55
8:V:105:ASP:HB2 8:V:10(A):PRO:HD2 1.88 0.55
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Atom-1 Atom-2 Distance(A) | Clash(A)
13:M:113:VAL:HA 13:M:118:VAL:O 2.07 0.55
6:T:172:ALA:C 6:T:176:LEU:HD23 2.28 0.54
11:Y:10(A):ARG:HG2 | 11:Y:10(A):ARG:NH1 2.23 0.54
7:U:7T7:VAL:CG1 7:U:137:THR:HB 2.37 0.54
6:F:21(B):THR:O 6:F:21(C):ASN:HB2 2.07 0.54
8:H:179:GLU:OE2 8:H:182:LYS:HE2 2.07 0.54
7:G:9:ASP:0D2 7:G:16:SER:HA 2.07 0.54
8:H:139:GLU:OE2 8:H:139:GLU:HA 2.07 0.54
7:G:192:PHE:CD1 7:G:192:PHE:C 2.79 0.54
2:P:202: THR:HG22 2:P:203:ASP:H 1.72 0.54
3:C:15:PHE:N 4:D:23:GLN:HE22 2.02 0.54
5:5:212:1LE:HD12 5:5:229:VAL:CG1 2.37 0.54
6:F:63:LYS:O 6:F:65:VAL:N 2.40 0.54
10:J:13:ILE:HD13 10:J:177ILE:HD13 1.89 0.54
2:B:224:PHE:N 2:B:224:PHE:CD2 2.75 0.54
2:B:224:PHE:HD2 2:B:224:PHE:N 2.05 0.54
14:2:36:ARG:HG3 14:2:42: TRP:CE2 2.42 0.54
3:Q:226:SER:HB2 3:Q:227:GLU:OE1 2.07 0.54
11:K:4:LEU:HD11 11:K:159:ILE:-HG12 1.88 0.54
9:1:81:GLN:HG2 16:1:214:HOH: O 2.08 0.54
2:B:71:ASN:HD22 2:B:72:ASP:N 2.03 0.54
14:2:143:ARG:O 14:2:146:MET:HG3 2.07 0.54
7:U:34:THR:HB 7:U:35:1LE:HG13 1.88 0.54
6:T:63:LYS:O 6:T:65:VAL:N 2.40 0.54
3:C:168:ASN:HB2 3:C:200:VAL:HG11 1.89 0.54
11:Y:156:LYS:HB2 11:Y:175:LEU:HD11 1.89 0.54
4:R:45:GLY:HA2 4:R:146:TYR:CE1 2.43 0.54
11:K:138:LEU:HD13 11:K:158:SER:OG 2.07 0.54
11:Y:46:ALA:HB3 11:Y:98:GLY:O 2.08 0.54
9:1:124:PHE:O 9:1:125:ILE:HD12 2.07 0.54
9:W:97:VAL:HG23 9:W:99:PRO:HD3 1.88 0.54
6:F:126:TYR:HE1 7:G:129:MET:SD 2.31 0.54
13:M:35:ILE:HD12 13:M:56:GLU:HG3 1.89 0.54
2:P:110:GLU:O 2:P:110:GLU:HG2 2.08 0.54
2:P:121:GLN:NE2 16:P:249:HOH:O 2.39 0.54
12:7:-5:TYR:CE2 12:7:96:TYR:HB2 2.43 0.54
5:E:226:GLY:0O 5:E:229:VAL:HG22 2.07 0.54
1:0:49:ALA:HB2 1:0:212:LEU:HG 1.89 0.54
1:A:49:ALA:HB2 1:A:212:LEU:HG 1.90 0.54
6:T:69:VAL:HG12 16:1:249:HOH:O 2.07 0.54
8:V:139:GLU:OE2 8:V:139:GLU:HA 2.08 0.54
2:P:228:GLU:O 2:P:232:1ILE:HG22 2.07 0.54
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:111:LEU:O 1:A:114:SER:HB3 2.07 0.54
2:P:71:ASN:HD22 2:P:72:ASP:N 2.05 0.54
5:E:201:LEU:HD11 5:E:207:LEU:HD22 1.89 0.54
13:1:19:LEU:HD21 13:1:26:LEU:HD22 1.90 0.54
5:E:70:CYS:SG 5:E:92:LEU:HD23 2.48 0.54
3:Q:76:LEU:HD12 3:Q:138:ILE:HG12 1.90 0.54
2:P:224.PHE:N 2:P:224:PHE:CD2 2.76 0.54
2:B:202: THR:HG22 2:B:203:ASP:H 1.73 0.54
11:K:174:ASN:ND2 11:K:189:ASN:HB2 2.22 0.54
9:1:122:ALA:HB3 9:1:125:ILE:CD1 2.37 0.54
9:1:97:-VAL:HG23 9:1:99:PRO:HD3 1.89 0.54
14:N:3:ILE:HD12 14:N:44:CYS:HB3 1.90 0.54
2:B:99:TYR:CG 2:B:107:ILE:HG12 2.43 0.54
7:G:34(A):ASN:HD22 7:G:167:PRO:HG2 1.73 0.54
1:0:179:ARG:NH1 1:0:179:ARG:HB3 2.23 0.54
2:P:101:LYS:HZ2 10:X:85:GLN:NE2 2.05 0.54
3:Q:186:VAL:O 3:Q:190:VAL:HG23 2.08 0.54
3:C:226:SER:HB2 3:C:227:GLU:OE1 2.08 0.54
11:Y:138:LEU:HD13 11:Y:158:SER:OG 2.08 0.54
9:W:130:ALA:HB2 9:W:166:ASP:HB2 1.89 0.54
7:U:107:-MET:HE1 7:U:112:LEU:HD13 1.89 0.53
3:Q:15:PHE:N 4:R:23:GLN:HE22 2.03 0.53
2:P:229:1LE:O 2:P:233:LEU:HB2 2.08 0.53
10:X:13:1ILE:HD13 10:X:177:ILE:HD13 1.90 0.53
5:E:18(C):PHE:C 5:E:18(E):LYS:H 2.11 0.53
6:T:109:ILE:HG21 6:T:147:HIS:HB2 1.90 0.53
12:7:8:GLY:HA3 12:7:11:PHE:CE2 2.43 0.53
3:Q:163:GLN:HE22 3:Q:173:ARG:HE 1.56 0.53
7:U:82:ILE:N 7:U:83:PRO:HD2 2.24 0.53
2:P:87:ILE:O 2:P:91: THR:HG23 2.08 0.53
4:D:81:LEU:HD12 4:D:133:GLY:HA3 1.90 0.53
1:A:69:LEU:HD23 1:A:69:LEU:C 2.28 0.53
13:1:-6:GLN:O 13:1:-6:GLN:HG3 2.08 0.53
6:F:95:GLU:HG3 6:F:115:ARG:HH11 1.73 0.53
5:E:212:1ILE:HD12 5:E:229:VAL:CG1 2.38 0.53
4:R:172:ALA:HB1 4:R:196:1LE:HG21 1.91 0.53
12:1:90:LYS:HD3 12:1L:95:TYR:CZ 2.44 0.53
7:G:224:LEU:HB3 7:G:228:ASN:HB2 1.90 0.53
2:B:229:ILE:O 2:B:233:LEU:HB2 2.08 0.53
1:0:232:ARG:HG3 1:0:232:ARG:HH11 1.72 0.53
4:R:53:ARG:HG2 4:R:53:ARG:O 2.09 0.53
4:R:207:-LEU:C 4:R:207:LEU:HD23 2.29 0.53
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Atom-1 Atom-2 Distance(A) | Clash(A)
10:J:10(B):LYS:HB2 10:J:10(B):LYS:NZ 2.23 0.53
5:5:226:GLY:O 5:5:229:VAL:HG22 2.09 0.53
12:1:33:LYS:HD2 12:1:46:ASN:ND2 2.23 0.53
14:N:44:CYS:HB2 14:N:100:1ILE:HB 1.91 0.53
2:B:152:ASN:HB2 2:B:153:PRO:CD 2.38 0.53
9:I.7:THR:HG23 9:1:110:ILE:HD13 1.90 0.53
7:U:131:PRO:HB3 16:U:256:HOH:O 2.08 0.53
14:N:21: THR:HG22 14:N:26:ILE:HA 1.90 0.53
4:R:85:ALA:O 4:R:89:ILE:HG12 2.08 0.53
4:D:170:GLU:N 4:D:170:GLU:OE1 2.41 0.53
9:W:18:LEU:HD12 9:W:172:GLY:HA3 1.90 0.53
2:B:121:GLN:HG3 3:C:83:ALA:HB1 1.90 0.53
11:K:131:GLN:HG3 11:K:132: THR:H 1.71 0.53
9:W:124:PHE:O 9:W:125:1LE:HD12 2.09 0.53
2:P:224:PHE:N 2:P:224:PHE:HD2 2.06 0.53
10:J:44:SER:OG 10:J:100:LEU:HB2 2.09 0.53
8:V:1:THR:HG23 8:V:33:LYS:HD3 1.90 0.53
4:D:112:LEU:C 4:D:112:LEU:HD13 2.29 0.53
1:A:4:MET:SD 1:A:5:THR:N 2.72 0.53
9:1:99:PRO:HB2 9:1:113:PHE:CD2 2.44 0.53
6:F:121:GLN:NE2 6:F:121:GLN:C 2.62 0.53
12:L:8:GLY:HA3 12:L:11:PHE:CE2 2.43 0.53
4:R:120:ALA:CB 4:R:155:GLY:HA2 2.38 0.53
11:K:146:LEU:HD23 11:K:151:ALA:HA 1.91 0.53
2:P:141:TYR:CD1 2:P:21(E):VAL:HG21 2.44 0.53
4:D:170:GLU:CD 4:D:170:GLU:H 2.13 0.53
13:M:147:THR:0G1 13:M:150:VAL:HG23 2.09 0.53
11:Y:172:SER:HA 11:Y:192:VAL:HG23 1.91 0.53
9:1:130:ALA:HB2 9:1:166:ASP:HB2 1.92 0.53
9:I:48:LEU:HG 9:1:50: THR:HG22 1.91 0.53
2:P:99:TYR:CG 2:P:107:1ILE:HG12 2.43 0.53
5:E:198:SER:HA 5:E:201:LEU:CG 2.39 0.52
5:5:207:LEU:N 5:5:207:LEU:CD2 2.72 0.52
13:M:37:VAL:HG11 13:M:79:ILE:CD1 2.37 0.52
11:K:126:CYS:HB2 11:K:135:TYR:CZ 2.44 0.52
2:P:198:SER:HA 2:P:205:LEU:HD22 1.91 0.52
1:0:62:GLU:C 1:0:64:LEU:H 2.13 0.52
4:D:179:GLU:HB3 4:D:192:LEU:HD21 1.91 0.52
7:U:224:LEU:HB3 7:U:228:ASN:HB2 1.91 0.52
4:R:154:SER:OG 4:R:156: THR:HG23 2.09 0.52
14:N:143:ARG:O 14:N:146:MET:HG3 2.08 0.52
2:B:228:GLU:O 2:B:232:1ILE:HG22 2.09 0.52
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Atom-1 Atom-2 Distance(A) | Clash(A)
8:H:24:PRO:HG2 8:H:25:1ILE:HD12 1.90 0.52
13:1:5:SER:HB3 13:1:14:ILE:HG13 1.92 0.52
9:1:28:SER:HB2 10:J:120: VAL:HG21 1.92 0.52
1:0:122:GLU:C 1:0:124:THR:H 2.13 0.52
10:J:48:GLU:CB 10:J:96:GLN:HB2 2.39 0.52
16:T:244:HOH:O 7:U:86:ARG:HD2 2.09 0.52
4:D:85:ALA:O 4:D:89:ILE:HG12 2.09 0.52
9:1:24:SER:OG 15:Y:2000:ESY:H1 2.09 0.52
6:F:172:ALA:O 6:F:176:LEU:HD23 2.09 0.52
7:U:190:VAL:O 7:U:194:1ILE:HG13 2.10 0.52
10:J:20:VAL:HG11 11:K:120:LEU:HD11 1.91 0.52
7:U:34(A):ASN:HD22 7:U:167:PRO:HG2 1.74 0.52
4:R:170:GLU:OE1 4:R:170:GLU:N 2.42 0.52
7:U:136:LEU:O 7:U:150:LYS:HA 2.08 0.52
9:W:45:.1LE:HG22 9:W:52:VAL:HG22 1.91 0.52
5:E:185:ASN:HD21 5:E:187:ASP:HB2 1.74 0.52
12:1:40:ASN:HD21 12:1.:183:GLY:HA2 1.74 0.52
6:T:21(B):THR:O 6:T:21(C):ASN:HB2 2.08 0.52
3:Q:134:VAL:HG12 3:Q:135:SER:N 2.25 0.52
2:B:63: THR:HG22 2:B:63:THR:O 2.09 0.52
13:1:113:VAL:HG23 13:1:119: THR:CG2 2.39 0.52
7:G:136:LEU:O 7:G:150:LYS:HA 2.09 0.52
9:W:2:1LE:HG21 9:W:130:ALA:HB3 1.92 0.52
1:A:85:TYR:O 1:A:89:VAL:HG23 2.08 0.52
6:T:158: TRP:CZ3 7:U:64:VAL:HA 2.45 0.52
13:1:146: THR:HA 16:1:231:HOH:O 2.09 0.52
2:P:152:ASN:HB2 2:P:153:PRO:HD2 1.90 0.52
8:H:210:THR:CG2 12:7:14(C):GLN:HG2 2.39 0.52
5:5:231:LYS:HD2 5:5:231:LYS:H 1.74 0.52
2:B:107:ILE:CD1 2:B:111:ILE:HB 2.40 0.52
1:0:159:PRO:O 2:P:59:LEU:HD12 2.10 0.52
15:K:2000:ESY:H43 10:X:132:PHE:CE1 2.45 0.52
6:F:109:ILE:HG21 6:F:147:HIS:HB2 1.92 0.52
10:X:48:GLU:CB 10:X:96:GLN:HB2 2.39 0.52
10:X:22:ARG:HG3 10:X:27:LEU:HD12 1.92 0.52
14:2:85:GLU:O 14:2:89:GLU:HB2 2.10 0.52
13:1:104:VAL:HG23 13:1:178:ILE:HG22 1.92 0.52
6:F:109:1LE:H 6:F:109:ILE:HD12 1.75 0.52
12:L:1:GLY:N 16:L:214:HOH:O 2.43 0.52
11:K:143:LYS:HB2 11:K:146:LEU:HD12 1.92 0.52
11:K:99:THR:HG22 11:K:113:VAL:O 2.10 0.52
6:F:70:VAL:HG11 6:F:112:PHE:CE1 2.44 0.52
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2:P:71:ASN:HD22 2:P:72:ASP:H 1.51 0.52
4:R:156: THR:HG22 5:5:83:PRO:HD3 1.92 0.52
14:2:84:LYS:HD3 14:2:85:GLU:N 2.25 0.52
4:D:45:GLY:HA2 4:D:146:TYR:CE1 2.45 0.52
9:W:48:LEU:HG 9:W:50: THR:HG22 1.92 0.52
3:C:134:VAL:HG12 3:C:135:SER:N 2.24 0.52
5:S5:172:ALA:HB2 5:S5:196:ALA:O 2.09 0.52
8:V:162:GLY:O 8:V:166:ASP:HB3 2.09 0.52
10:J:185:ARG:HH11 10:J:185:ARG:HG2 1.74 0.52
3:C:173:ARG:O 3:C:177:GLU:HG3 2.10 0.51
12:7:166:HIS:CD2 12:7:168:GLN:H 2.23 0.51
14:2:10(B):LYS:HD3 14:2:10(B):LYS:O 2.10 0.51
2:B:141:TYR:CD1 2:B:21(E):VAL:HG21 2.45 0.51
14:2:3:ILE:HG22 14:2:16:ALA:HB2 1.92 0.51
3:Q:190:VAL:O 3:Q:194:VAL:HG23 2.10 0.51
3:Q:227:GLU:N 3:Q:227:GLU:OE1 2.41 0.51
7:U:186:TRP:O 7:U:190:VAL:HG23 2.10 0.51
S:H:44:ALA:HB3 8:H:100:ILE:HB 1.92 0.51
6:T:70:VAL:HG11 6:T:112:PHE:CE1 2.45 0.51
12:7:90:LYS:HD3 12:7:95:TYR:CZ 2.45 0.51
3:C:194:VAL:HG22 3:C:212:ILE:HD11 1.92 0.51
12:1:14(C):GLN:HG2 8:V:210:THR:HG21 1.92 0.51
1:0:214:ILE:C 1:0:214:ILE:CD1 2.78 0.51
4:D:207:LEU:HD23 4:D:207:LEU:C 2.31 0.51
5:E:86:ARG:NH1 5:E:86:ARG:HG3 2.25 0.51
4:R:179:GLU:HB3 4:R:192:LEU:HD21 1.92 0.51
2:B:97:GLN:HE22 9:1:64:ASN:HD22 1.59 0.51
7:U:72:ARG:HB2 7:U:72:ARG:HH11 1.75 0.51
13:M:5:SER:HB3 13:M:14:1ILE:HG13 1.92 0.51
1:0:32:LYS:HE2 1:0:32:LYS:HA 1.92 0.51
5:E:207:LEU:N 5:E:207:LEU:CD2 2.73 0.51
6:T:169:ARG:HG3 6:T:173:LYS:HE3 1.91 0.51
7:G:82:ILE:N 7:G:83:PRO:HD2 2.25 0.51
2:B:20:ARG:NE 3:C:33:ARG:NH2 2.56 0.51
5:5:2(C):VAL:CG1 5:S:2(D):ASP:H 2.22 0.51
5:5:18(C):PHE:HA 5:5:18(F):ILE:HG12 1.92 0.51
14:2:3:ILE:HD12 14:2:44:CYS:HB3 1.92 0.51
13:M:164: TYR:HE2 16:M:254:HOH:O 1.94 0.51
11:Y:146:LEU:HD23 11:Y:151:ALA:HA 1.90 0.51
13:1:147:THR:OG1 13:1:150:VAL:HG23 2.10 0.51
5:E:36:VAL:HG22 5:E:37:THR:N 2.26 0.51
1:0:20(A):THR:C 1:0:210:ILE:HD13 2.31 0.51

Continued on next page...




Page 39

Full wwPDB X-ray Structure Validation Report

Continued from previous page...
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8:V:24:PRO:HG2 8:V:25:1LE:HD12 1.92 0.51
2:B:235:LYS:HD3 2:B:235:LYS:N 2.26 0.51
1:A:177:GLU:HG2 2:B:58:LEU:HD22 1.91 0.51
12:1:42:VAL:HG23 12:1.:102:ALA:HB3 1.92 0.51

1:A:214:ILE:C 1:A:214:1LE:CD1 2.79 0.51
7:U:87:ASN:ND2 7:U:87:ASN:C 2.64 0.51
6:F:172:ALA:C 6:F:176:LEU:HD23 2.31 0.51
9:W:28:SER:HB2 10:X:120:VAL:HG21 1.93 0.51
11:K:172:SER:HA 11:K:192: VAL:HG23 1.92 0.51
13:M:129:PHE:HE?2 14:2:24:ALA:HB3 1.75 0.51
3:C:76:LEU:HD12 3:C:138:ILE:HG12 1.93 0.51
11:K:77:ALA:HA 11:K:111:TYR:CE2 2.45 0.51
7:U:8:TYR:C 7:U:10:ARG:H 2.13 0.51
8:H:1: THR:HG23 8:H:33:LYS:HD3 1.91 0.51
2:P:63: THR:HG22 2:P:63:THR:O 2.11 0.51
8:H:165:ASN:ND2 13:1:139:ARG:HH11 2.07 0.51
12:L:-6:PRO:O 13:M:91:ARG:NH1 2.39 0.51
7:G:34: THR:HB 7:G:35:ILE:HG13 1.92 0.51
1:0:93:ARG:HD3 8:V:68:LEU:HD23 1.92 0.51
12:L:48:PHE:CZ 12:1L:50:ALA:HB3 2.46 0.51
1:A:8:TYR:HD2 7:G:128: TYR:HB3 1.76 0.51
5:5:207:LEU:H 5:5:207:LEU:CD2 2.23 0.51
3:C:100:ARG:NH1 3:C:106:PRO:HB3 2.24 0.51
6:T:203:GLU:C 6:T:205:ASN:H 2.13 0.51
14:N:41:1LE:CD1 14:N:76: THR:HA 2.41 0.51
11:Y:77:ALA:HA 11:Y:111:TYR:CE2 2.46 0.51
6:T:210:LEU:HD12 6:T1:211:GLU:N 2.24 0.51
11:K:10(A):ARG:NH1 | 11:K:10(A):ARG:HG2 2.24 0.51
1:A:93:ARG:HD3 8:H:68:LEU:HD23 1.93 0.51
14:N:24:ALA:HB3 13:1:129:PHE:HE2 1.75 0.51
12:7:-9:GLN:HE21 13:1:-8: THR:HG21 1.77 0.51
5E:74MET:HE2 5:E:109:VAL:HG22 1.93 0.51
14:2:66:TYR:CD2 14:2:74:PRO:HB3 2.46 0.51
2:P:160:TRP:CD2 2:P:163:ILE:HD12 2.46 0.50
7:U:55:PRO:HG2 7:U:56:ASP:H 1.76 0.50
7:G:186:TRP:O 7:G:190:VAL:HG23 2.10 0.50
2:B:149:TYR:OH 3:C:62(A):ILE:HB 2.12 0.50
12:1.:145:TYR:CD1 12:1:146:LEU:N 2.78 0.50
10:X:20:VAL:HG11 11:Y:120:LEU:HD11 1.92 0.50
1:A:232:ARG:HG3 1:A:232:ARG:HH11 1.75 0.50
14:2:14:LEU:HD11 14:2:102:ALA:HB3 1.92 0.50
7:U:172:ILE:HD12 7:U:197:-MET:CE 2.42 0.50
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3:Q:52:ARG:HH21 3:Q:211:GLU:HB3 1.75 0.50
3:C:186:VAL:O 3:C:190:VAL:HG23 2.11 0.50
7:G:48:VAL:HG23 7:G:48:VAL:O 2.11 0.50
2:P:107:ILE:CD1 2:P:111:1LE:HB 2.41 0.50
9:W:7:-THR:HG23 9:W:110:1ILE:HD13 1.93 0.50
1:A:20(A):THR:C 1:A:210:ILE:HD13 2.31 0.50
2:B:27:ALA:O 2:B:31:ILE:HG12 2.11 0.50
7:G:8:TYR:C 7:G:10:ARG:H 2.13 0.50
4:D:175:GLU:HG2 4:D:196:ILE:HG13 1.94 0.50
1:0:214:1LE:C 1:0:214:ILE:HD13 2.31 0.50
1:A:198:LYS:HE3 1:A:236:LEU:HD11 1.93 0.50
2:P:146:TYR:OH 2:P:21(A):LYS:HB2 2.11 0.50
4:R:72:ARG:HG3 16:R:1302:HOH:O 2.11 0.50
2:P:235:LYS:N 2:P:235:LYS:HD3 2.25 0.50
14:N:10(B):LYS:HD3 14:N:10(B):LYS:O 2.10 0.50
6:T:127:ASN:HD22 6:T:127:ASN:C 2.14 0.50
8:H:221:1LE:HD11 9:1:184:VAL:HG21 1.93 0.50
2:P:152:ASN:HB2 2:P:153:PRO:CD 2.42 0.50
12:7:145: TYR:CD1 12:7:146:LEU:N 2.79 0.50
13:1:133:MET:O 13:1:136:PRO:HD2 2.10 0.50
4:R:79:SER:O 4:R:134:VAL:HG23 2.11 0.50
10:J:132:PHE:CE1 15:Y:2000:ESY:H43 2.47 0.50
3:C:52:ARG:HH21 3:C:211:GLU:HB3 1.76 0.50
9:W:99:PRO:HB2 9:W:113:PHE:CD2 2.47 0.50
4:R:162:ALA:HB3 5:S:58:LEU:CD2 2.41 0.50
6:F:169:ARG:HG3 6:F:173:LYS:HE3 1.93 0.50
12:7:42:VAL:HG23 12:7:102:ALA:HB3 1.94 0.50
5:5:104:ASN:HB2 13:1:81:GLU:HG2 1.92 0.50
11:K:46:ALA:HB3 11:K:98:GLY:O 2.10 0.50
10:J:7:ARG:HG2 10:J:7:ARG:HH11 1.77 0.50
12:7:6:1LE:HG12 12:7:124:CYS:HB2 1.94 0.50
5:E:172:ALA:HB2 5:E:196:ALA:O 2.11 0.50
6:F:203:GLU:C 6:F:205:ASN:H 2.13 0.50
2:B:198:SER:HA 2:B:205:LEU:HD22 1.92 0.50
4:D:53:ARG:HG2 4:D:53:ARG:O 2.11 0.50
5:S5:198:SER:HA 5:5:201:LEU:CG 2.39 0.50
6:F:203:GLU:HA 6:F:203:GLU:OE1 2.11 0.50
8:H:4:VAL:HG22 8:H:159:1LE:HD11 1.92 0.50
4:D:120:ALA:CB 4:D:155:GLY:HA2 2.41 0.50
1:A:32:LYS:HE2 1:A:32:LYS:HA 1.94 0.50
5:E:2(C):VAL:CG1 5:E:2(D):ASP:H 2.21 0.50
1:A:86:ARG:HE 7:G:118:ASN:ND2 2.06 0.50
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9:W:137:MET:CE 9:W:141:LEU:HD11 2.40 0.50
7:G:55:PRO:HG2 7:G:56:ASP:H 1.76 0.50

13:M:104:VAL:HG23 13:M:178:ILE:HG22 1.93 0.50
12:7:114:ASP:CB 12:7:118:SER:H 2.24 0.50
5:E:226:GLY:O 5:E:228:ALA:N 2.45 0.50
6:F:210:LEU:HD21 6:F:212:ILE:HD11 1.94 0.50
7:G:172:ILE:HD12 7:G:197:MET:HE3 1.94 0.50
4:R:161:ASN:N 5:5:58:LEU:O 2.45 0.50
6:F:127:ASN:HD22 6:F:127:ASN:C 2.13 0.50
4:R:170:GLU:CD 4:R:170:GLU:H 2.15 0.50
S:H:15:ALA:HB2 8:H:175:VAL:HG22 1.93 0.50
3:Q:235:GLN:O 3:Q:239:GLU:HG2 2.11 0.50
5:S5:86:ARG:NH1 5:5:86:ARG:HG3 2.27 0.50
4:R:160:TYR:HA 5:S5:59:SER:HA 1.94 0.50
11:Y:166:ASP:O 16:Y:2010:HOH:O 2.20 0.50
8:V:112:SER:HB3 8:V:125:LEU:HD13 1.93 0.50
1:A:62:GLU:C 1:A:64:LEU:H 2.14 0.50
16:B:257:HOH:O 3:C:33:ARG:HD2 2.10 0.49
5:E:207:LEU:H 5:E:207:LEU:CD2 2.24 0.49
6:F:49:ALA:HA 6:F:211:GLU:O 2.12 0.49
7:G:172:ILE:HD12 7:G:197:MET:CE 2.41 0.49
5:E:97:ASN:HD21 12:L:61:ASN:ND2 2.09 0.49
8:H:210: THR:HG21 12:7:14(C):GLN:HG2 1.93 0.49
8:V:78:SER:O 8:V:82:MET:HG3 2.12 0.49
10:X:123:PRO:HB2 10:X:124:TYR:CD1 2.47 0.49
10:X:7:ARG:HG2 10:X:7:ARG:HH11 1.77 0.49
5:5:52:LYS:HB2 5:5:63:TYR:HB3 1.93 0.49
5:5:15:PHE:H 6:T:23:GLN:HE22 1.60 0.49
7:G:72:ARG:NH1 7:G:72:ARG:HB2 2.26 0.49
6:T:203:GLU:OE1 6:T:203:GLU:HA 2.12 0.49
14:2:15:GLY:HA2 14:2:174:ARG:O 2.13 0.49
1:0:94:LYS:O 1:0:98: THR:HG23 2.12 0.49
6:T:184:LEU:HD11 6:T:188:GLU:HB3 1.94 0.49
2:P:120:LYS:HZ1 2:P:136:PHE:HD1 1.61 0.49
1:0:198:LYS:HE3 1:0:236:LEU:HD11 1.94 0.49
5:5:179:THR:O 5:5:179:-THR:HG22 2.13 0.49
10:J:35:ARG:O 10:J:42:LEU:HD12 2.12 0.49
2:P:227:GLN:OE1 2:P:230:LYS:HD3 2.12 0.49
2:B:146: TYR:OH 2:B:21(A):LYS:HB2 2.13 0.49
10:X:185:ARG:HH11 10:X:185:ARG:HG2 1.77 0.49
10:X:77:GLN:C 10:X:77:GLN:NE2 2.66 0.49
4:D:12(D):ALA:HB3 4:D:126:ARG:CD 2.42 0.49
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13:M:19:LEU:HD21 13:M:26:LEU:HD22 1.94 0.49
3:C:226:SER:O 3:C:230:ASN:HB2 2.13 0.49
14:N:84:L.YS:HD3 14:N:85:GLU:N 2.27 0.49
1:0:111:LEU:O 1:0:114:SER:HB3 2.12 0.49
8:H:147: THR:HG23 8:H:150:GLU:OE1 2.12 0.49
14:N:6:VAL:O 14:N:12: VAL:HG23 2.13 0.49
5:E:40:LEU:HD23 5:E:40:LEU:N 2.27 0.49
3:C:216:LYS:HD2 3:C:220:ASP:0OD1 2.13 0.49
2:B:148:LEU:N 16:B:240:HOH:O 2.43 0.49
11:Y:22:ALA:HB3 11:Y:25: TRP:HD1 1.78 0.49
6:F:184:LEU:HD11 6:F:188:GLU:HB3 1.94 0.49
2:P:6:ARG:HD2 4:R:9:ASP:HB3 1.95 0.49
1:0:17:PRO:HA 2:P:26:TYR:CD1 2.48 0.49
6:F:176:LEU:O 6:F:180:VAL:HG23 2.13 0.49
13:M:-7:GLN:NE2 16:M:230:HOH:O 2.38 0.49
10:X:184:1ILE:HD12 10:X:184:ILE:N 2.28 0.49
8:H:22:GLN:HG3 8:H:27:ALA:HB2 1.95 0.49
10:J:184:ILE:N 10:J:184:1ILE:HD12 2.28 0.49
1:0:161:LYS:HD3 1:0:180: TRP:CH2 2.48 0.49
6:1T:210:LEU:HD21 6:1T:212:ILE:HD11 1.94 0.49
5:E:58:LEU:HD12 5:E:58:LEU:N 2.28 0.49
7:U:168:LYS:O 7:U:172:ILE:HG12 2.13 0.49
6:F:180:VAL:HG21 7:G:58:LEU:HD23 1.95 0.49
3:Q:237:GLU:O 3:Q:241:GLN:HG3 2.12 0.49
14:N:13:ILE:HD12 14:N:151: THR:CG2 2.42 0.49
9:1:126: VAL:HG11 9:1:134:LEU:HB3 1.95 0.49
3:C:97:GLN:HG3 10:J:65:LEU:HB2 1.94 0.49
12:L:6:ILE:HG12 12:1:124:CYS:HB2 1.95 0.49
5:E:18(C):PHE:HA 5:E:18(F):ILE:HG12 1.94 0.49
4:R:160:TYR:HA 5:S:58:LEU:O 2.12 0.49
14:N:3:ILE:HG22 14:N:16:ALA:HB2 1.94 0.49
5:5:136:LEU:HD12 5:5:151:PHE:CD2 2.48 0.49
13:1:205:GLY:HA3 13:1:209:GLN:HB3 1.93 0.49
13:1:187:LYS:HB3 13:1:190:LEU:HD11 1.95 0.49
4:D:122:ARG:HG2 4:D:122:ARG:HH11 1.78 0.49
5:E:52:LYS:HB2 5:E:63:TYR:HB3 1.94 0.49
9:1:29:ASN:ND2 9:1:29:ASN:N 2.56 0.49
10:J:147: THR:OG1 10:J:150:GLU:HG3 2.12 0.49
3:Q:194:VAL:HG22 3:Q:212:ILE:HD11 1.94 0.49
7:U:48:VAL:O 7:U:48:VAL:HG23 2.12 0.49
11:Y:126:CYS:HB2 11:Y:135:TYR:CZ 2.48 0.49
12:7:33:LYS:HD2 12:7:46:ASN:ND2 2.26 0.49
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:94:LYS:O 1:A:98:THR:HG23 2.13 0.49
8:V:4:VAL:HG22 8:V:159:ILE:HD11 1.95 0.49
1:0:85:TYR:O 1:0:89:VAL:HG23 2.13 0.49
5:5:36:VAL:HG22 5:S:37:THR:N 2.27 0.49
13:M:184:LEU:C 13:M:184:LEU:HD23 2.33 0.49
4:R:90:GLU:OE2 11:Y:69:ARG:NH1 2.43 0.49
5:E:2(C):VAL:CG1 5:E:2(D):ASP:N 2.76 0.48
12:1:166:HIS:CD2 12:1:168:GLN:H 2.23 0.48
12:7:-5:TYR:CD2 12:7:96:TYR:HB2 2.48 0.48
12:L:-5:TYR:CE2 12:1:96: TYR:HB2 2.48 0.48
6:F:43:ASN:ND2 6:F:185:SER:HA 2.28 0.48
6:F:109:ILE:CD1 6:F:109:ILE:H 2.25 0.48
13:M:113:VAL:HG23 13:M:119: THR:CG2 2.43 0.48
4:D:39:GLY:HA2 4:D:47:VAL:O 2.13 0.48
4:D:154:SER:OG 4:D:156:THR:HG23 2.12 0.48
5:E:214:.1LE:HG12 5:E:215:VAL:N 2.28 0.48
5:S:214:ILE:HG12 5:5:215:VAL:N 2.27 0.48
12:7:-7:ASN:HD22 12:7:-6:PRO:N 2.10 0.48
3:C:237:GLU:O 3:C:241:GLN:HG3 2.13 0.48
9:W:174:VAL:HG21 9:W:186:LYS:HE3 1.95 0.48
13:M:187:LYS:HB3 13:M:190:LEU:HD11 1.95 0.48
12:L:-2:ASN:HA 12:L:21:ILE:O 2.12 0.48
13:M:149:GLN:NE2 13:M:149:GLN:H 2.11 0.48
5:S5:40:LEU:N 5:S5:40:LEU:HD23 2.27 0.48
5:5:226:GLY:O 5:5:228:ALA:N 2.45 0.48
12:L:42:VAL:CG2 12:1:102:ALA:HB3 2.44 0.48
3:C:65:SER:HB2 16:C:252:HOH:O 2.13 0.48
9:W:126:VAL:HG11 9:W:134:LEU:HB3 1.95 0.48
2:P:27:ALA:O 2:P:31:ILE:HG12 2.13 0.48
2:B:110:GLU:HG2 2:B:110:GLU:O 2.11 0.48
5:E:75:GLY:HA3 5:E:221:PHE:CZ 2.48 0.48
9:W:100:VAL:HG13 9:W:125:1LE:HG21 1.96 0.48
9:1:18:LEU:HD12 9:1:172:GLY:HA3 1.94 0.48
5:E:162:GLY:O 5:E:163: THR:HB 2.12 0.48
4:R:159:ARG:O 5:5:60:SER:N 2.45 0.48
13:M:40:ASN:ND2 13:M:40:ASN:N 2.61 0.48
3:C:158:SER:HB2 4:D:59:LEU:HD21 1.95 0.48
14:N:85:GLU:O 14:N:89:GLU:HB2 2.13 0.48
13:1:184:LEU:C 13:1:184:LEU:HD23 2.33 0.48
14:N:66: TYR:CD2 14:N:74:PRO:HB3 2.48 0.48
10:J:123:PRO:HB2 10:J:124:TYR:CD1 2.48 0.48
11:Y:99: THR:HG22 11:Y:113:VAL:O 2.13 0.48
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Atom-1 Atom-2 Distance(A) | Clash(A)
6:T:35: THR:CG2 6:T:36:THR:N 2.76 0.48
4:R:12(D):ALA:HB3 4:R:126:ARG:CD 2.41 0.48
3:Q:226:SER:O 3:Q:230:ASN:HB2 2.13 0.48
5:E:104:ASN:HB2 13:M:81:GLU:HG2 1.94 0.48
14:2:13:ILE:HD12 14:2:151: THR:CG2 2.43 0.48
3:Q:159:SER:O 4:R:59:LEU:HD22 2.14 0.48
9:I:137:-MET:HE1 9:1:161:ASN:HB2 1.95 0.48
7:G:238:GLU:O 7:G:239:GLN:HB2 2.13 0.48
2:B:227:GLN:OFE1 2:B:230:LYS:HD3 2.14 0.48
14:2:41:ILE:CD1 14:2:76: THR:HA 2.44 0.48
6:T:109:ILE:H 6:T:109:ILE:HD12 1.77 0.48
6:T:109:ILE:CD1 6:T:109:ILE:N 2.77 0.48
11:Y:2:THR:HG22 11:Y:159:ILE:HD13 1.95 0.48
4:D:233:ILE:O 4:D:237.:LEU:HB3 2.13 0.48
6:T:49:ALA:HA 6:T:211:GLU:O 2.14 0.48
7:U:158:VAL:CG2 7:U:159:GLY:N 2.77 0.48
8:V:221:1LE:HD11 9:W:184:VAL:HG21 1.96 0.48
12:7:40:ASN:HD21 12:7:183:GLY:HA2 1.78 0.48
10:J:77:GLN:NE2 10:J:77:GLN:C 2.66 0.48
3:C:190:VAL:O 3:C:194:VAL:HG23 2.13 0.48
2:P:150:THR:O 2:P:157:TYR:HA 2.13 0.48
8:V:44:ALA:HB3 8:V:100:ILE:HB 1.96 0.48
5:5:162:GLY:O 5:5:163: THR:HB 2.14 0.48
14:N:116:GLY:HA3 16:N:193:HOH:O 2.14 0.48
9:1:174:VAL:HG21 9:1:186:LYS:HE3 1.96 0.48
5:5:28:.LEU:O 5:5:31:ILE:HB 2.14 0.47
10:X:25:SER:HB2 11:Y:131:GLN:NE2 2.29 0.47
12:7:-7:ASN:HD22 12:7:-7:ASN:C 2.17 0.47
10:X:35:ARG:O 10:X:42:LEU:HD12 2.13 0.47
9:1:45:ILE:HB 9:1:52:VAL:HG13 1.96 0.47
5:E:131:PRO:HA 16:E:236:HOH:O 2.14 0.47
13:M:205:GLY:HA3 13:M:209:GLN:HB3 1.95 0.47
5:E:180:LEU:O 5:E:18(B):THR:N 2.47 0.47
2:P:121:GLN:CG 3:Q:83:ALA:HB1 2.45 0.47
2:B:160: TRP:CD2 2:B:163:ILE:HD12 2.48 0.47
5:S:75:GLY:HA3 5:5:221:PHE:CZ 2.48 0.47
9:W:29:ASN:ND2 9:W:29:ASN:N 2.55 0.47
5:E:199:GLN:CA 5:E:199:GLN:HE21 2.26 0.47
5:5:18(C):PHE:C 5:S:18(E):LYS:N 2.67 0.47
6:T:176:LEU:O 6:T:180:VAL:HG23 2.13 0.47
7:G:87:ASN:ND2 7:G:87:ASN:C 2.66 0.47
12:L:-9:GLN:HE21 13:M:-8: THR:HG21 1.79 0.47
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Atom-1 Atom-2 Distance(A) | Clash(A)
8:H:34:LEU:HB2 16:H:240:HOH:O 2.13 0.47
11:K:97:MET:O 11:K:114:ASP:HA 2.14 0.47
1:A:122:GLU:C 1:A:124: THR:H 2.16 0.47

5:E:28:LEU:O 5:E:31:ILE:HB 2.15 0.47
7:U:172:ILE:HD12 7:U:197:-MET:HE3 1.96 0.47
6:F:109:ILE:CD1 6:F:109:ILE:N 2.77 0.47

7:G:28:PHE:CZ 7:G:152:ASP:HB2 2.49 0.47
11:Y:143:LYS:H 11:Y:146:LEU:HD13 1.80 0.47
12:1:140:ASN:O 12:L:144:PHE:HA 2.14 0.47
5:E:227:GLU:CD 5:E:227:GLU:H 2.17 0.47
7:U:28:PHE:CZ 7:U:152:ASP:HB2 2.49 0.47
5:E:4:PHE:O 5:E:6:ASN:N 2.47 0.47
3:C:235:GLN:O 3:C:239:GLU:HG2 2.14 0.47
4:D:90:GLU:OE2 11:K:69:ARG:NH1 2.47 0.47
2:B:121:GLN:CG 3:C:83:ALA:HB1 2.44 0.47
6:T:109:ILE:CD1 6:T:109:ILE:H 2.27 0.47
14:N:19:ARG:HG3 14:N:26:ILE:HG23 1.96 0.47
1:0:17:PRO:HG3 2:P:26:TYR:CZ 2.49 0.47
14:2:59:VAL:HG22 14:2:82:VAL:HG12 1.96 0.47
1:A:110:LYS:HG2 16:A:246:HOH:O 2.13 0.47
13:1:149:GLN:H 13:1:149:GLN:NE2 2.13 0.47
7:G:151: THR:HG22 7:G:157:TYR:CB 2.43 0.47
12:L:-7:ASN:HD22 12:L:-6:PRO:N 2.13 0.47
6:T:38:ILE:HG22 6:T:164:ALA:HB2 1.95 0.47
6:F:210:LEU:HD12 6:F:211:GLU:N 2.27 0.47
6:F:127:ASN:ND2 6:F:127:ASN:C 2.67 0.47
10:J:185:ARG:HG2 10:J:185:ARG:NH1 2.30 0.47

5:E:4:PHE:CG 5:E:5:ARG:N 2.83 0.47
11:K:3: THR:HG22 11:K:16:VAL:HG12 1.96 0.47
11:Y:3:THR:HG22 11:Y:16:VAL:HG12 1.96 0.47
12:7:173:LEU:HB2 12:7:191:LEU:HD11 1.96 0.47
6:F:45:GLY:HA3 6:F:215:CYS:O 2.15 0.47
8:H:112:SER:HB3 8:H:125:LEU:HD13 1.97 0.47
4:R:46:VAL:HG11 4:R:139:ALA:HB1 1.96 0.47
8:V:22:GLN:HG3 8:V:27:ALA:HB2 1.96 0.47
13:1:40:ASN:ND2 13:1:40:ASN:N 2.62 0.47
9:1:123:ASP:HB2 9:1:124:PHE:CD2 2.49 0.47

10:X:147:THR:0G1 10:X:150:GLU:HG3 2.15 0.47
13:M:165:ARG:NH1 8:V:139:GLU:OE1 2.45 0.47
11:K:22:ALA:HB3 11:K:25: TRP:HD1 1.78 0.47

2:B:87:ILE:O 2:B:91: THR:HG23 2.14 0.47

6:F:216:SER:HB3 6:F:21(A):GLU:HB2 1.96 0.47
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:B:150:THR:O 2:B:157:TYR:HA 2.15 0.47
4:R:39:GLY:HA2 4:R:47:VAL:O 2.15 0.47
11:K:74:ILE:HD12 11:K:79:ALA:HB2 1.97 0.47
12:7:2: THR:HG21 12:7:130:ALA:HB3 1.97 0.47
13:M:133:MET:O 13:M:136:PRO:HD2 2.13 0.47
9:1:6: MET:HG2 9:1:124:PHE:HB3 1.97 0.47
6:F:54:ILE:HG13 6:F:208:PHE:CA 2.45 0.47
2:P:185:LYS:HD3 2:P:186:VAL:H 1.80 0.47
12:L:148:VAL:O 12:L:152:ILE:HG13 2.15 0.47
6:T:216:SER:HB3 6:T:21(A):GLU:HB2 1.96 0.47
5:5:2(C):VAL:CG1 5:5:2(D):ASP:N 2.77 0.47
6:F:121:GLN:HE21 6:F:122:ALA:N 2.13 0.47
2:B:108:PRO:HD2 2:B:111:ILE:HD12 1.97 0.47
7:U:238:GLU:O 7:U:239:GLN:HB2 2.15 0.47
11:Y:6:PHE:HA 11:Y:123:ASP:O 2.15 0.47
5:E:179:.THR:HG22 5:E:179:THR:O 2.14 0.47
5:S:78:LEU:HD12 5:5:78:LEU:C 2.35 0.47
7:G:135:ILE:CG2 7:G:150:LYS:HD2 2.45 0.47
12:1:173:LEU:HB2 12:1L:191:LEU:HD11 1.96 0.47
5:S5:24:VAL:O 5:S:27:ALA:HB3 2.15 0.47
8:H:162:GLY:O 8:H:166:ASP:HB3 2.14 0.47
6:F:238:LYS:HZ2 6:F:239:GLU:HG3 1.80 0.47
3:C:18(B):ARG:O 3:C:182:PRO:HD3 2.15 0.47
6:F:35: THR:CG2 6:F:36:. THR:N 2.78 0.46
10:J:25:SER:OG 11:K:131:GLN:NE2 2.48 0.46
5:5:199:GLN:HE21 5:5:199:GLN:CA 2.27 0.46
5:E:18(C):PHE:C 5:E:18(E):LYS:N 2.69 0.46
3:Q:100:ARG:HH11 3:Q:106:PRO:HB3 1.79 0.46
12:7:42:VAL:CG2 12:7:102:ALA:HB3 2.45 0.46
14:2:6:VAL:O 14:2:12:VAL:HG23 2.15 0.46
12:7:-2:ASN:HA 12:7:21:1LE:O 2.15 0.46
6:T:81:LEU:HD12 6:T:133:GLY:HA3 1.96 0.46
9:1:90:ARG:NE 16:1:235:HOH: O 2.48 0.46
13:M:3:VAL:O 13:M:126:ALA:HA 2.15 0.46
12:L:100:ILE:HD11 12:1L:125:ARG:HG3 1.96 0.46
10:X:90(B):ARG:NH1 16:X:205:HOH:O 2.48 0.46
7:G:38:LEU:C 7:G:38:LEU:HD12 2.36 0.46
9:W:6:MET:HG2 9:W:124:PHE:HB3 1.98 0.46
6:F:192:GLN:O 6:F:196:1LE:HG13 2.15 0.46
12:L:1:GLY:CA 16:L:214:HOH:O 2.64 0.46
10:X:124:TYR:CD2 10:X:138:LEU:HD13 2.51 0.46
10:J:40:HIS:CD2 10:J:10(A):LYS:HD3 2.51 0.46
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Atom-1 Atom-2 Distance(A) | Clash(A)
13:1:125:LEU:HA 16:1:217:HOH:O 2.15 0.46
10:X:113:ILE:HG12 10:X:119:LYS:HG3 1.97 0.46
5:S:4:PHE:CG 5:5:5:ARG:N 2.83 0.46
1:0:4:MET:SD 1:0:5:THR:N 2.73 0.46
5E:78:LEU:HD12 5:E:78:LEU:C 2.36 0.46
3:Q:224:LEU:N 3:Q:224:LEU:HD12 2.31 0.46
13:M:7:LYS:HG3 13:M:14(G):ILE:HD13 1.98 0.46
5:5:97:ASN:ND2 12:7:61:ASN:HD21 2.12 0.46
6:T:127:ASN:C 6:T:127:ASN:ND2 2.68 0.46
3:Q:227:GLU:HA 3:Q:230:ASN:HB2 1.97 0.46
12:7:-8:PHE:CB 13:1:-8: THR:HG23 2.45 0.46
6:F:238:LYS:NZ 6:F:239:GLU:HG3 2.30 0.46
10:J:22:ARG:HG3 10:J:27:LEU:HD12 1.96 0.46
10:J:66: TYR:CE2 10:J:74:.LEU:HG 2.51 0.46
8:V:81:GLN:O 8:V:85:GLN:HG3 2.15 0.46
4:D:46:VAL:HG11 4:D:139:ALA:HB1 1.97 0.46
7:G:203: THR:HG22 7:G:204:GLU:N 2.30 0.46
5:E:24:VAL:O 5:E:27:ALA:HB3 2.15 0.46
14:N:15:GLY:HA2 14:N:174:ARG:O 2.15 0.46
1:A:161:LYS:HD3 1:A:180: TRP:CH2 2.49 0.46
12:7:103:GLY:HA2 12:7:178:VAL:HG11 1.97 0.46
3:C:224:LEU:HD12 3:C:224:LEU:N 2.30 0.46
5:E:130:ARG:HG3 5:E:130:ARG:HH11 1.80 0.46
5:5:216:GLY:O 5:5:217:LYS:C 2.53 0.46
3:C:52:ARG:HB2 3:C:209:ASN:HA 1.97 0.46
2:P:101:LYS:HZ2 10:X:85:GLN:HE21 1.63 0.46
4:R:175:GLU:HG2 4:R:196:1LE:HG13 1.96 0.46
4:R:196:ILE:N 4:R:196:1ILE:HD12 2.29 0.46
3:Q:46:VAL:HG11 3:Q:139:ALA:HB1 1.97 0.46
5:E:70:CYS:HA 5:E:93:ARG:HG2 1.98 0.46
13:1:190:LEU:HD12 13:1:190:LEU:N 2.30 0.46
5:5:148:LEU:CD2 5:5:162:GLY:HA2 2.45 0.46
11:Y:37:ILE:HG23 11:Y:60:GLY:HA2 1.98 0.46
5:S5:134:VAL:O 5:5:153:PRO:HG3 2.15 0.46
12:7:114:ASP:HB2 12:7:118:SER:H 1.79 0.46
6:T:43:ASN:ND2 6:T:185:SER:HA 2.31 0.46
12:1:114:ASP:CB 12:1:118:SER:H 2.28 0.46
3:Q:216:LYS:HD2 3:Q:220:ASP:OD1 2.15 0.46
3:Q:52:ARG:HB2 3:Q:209:ASN:HA 1.96 0.46
13:1:3:VAL:O 13:1:126:ALA:HA 2.16 0.46
5:E:150:GLU:O 5:E:157:VAL:HA 2.16 0.46
12:7:113:PHE:N 12:7:113:PHE:CD1 2.84 0.46
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4:R:215:ILE:HD13 4:R:215:ILE:C 2.35 0.46
5:5:15:PHE:HB2 6:T:23:GLN:NE2 2.30 0.46
3:C:46:VAL:HG11 3:C:139:ALA:HB1 1.98 0.46
10:X:178:VAL:HG22 10:X:184:1LE:HG13 1.98 0.46
5:5:4:PHE:O 5:5:6:ASN:N 2.48 0.46
4:R:15:PHE:HB2 5:5:23:GLN:OE1 2.15 0.46
1:A:141:HIS:HA 1:A:146:GLY:O 2.15 0.46
3:Q:62(A):ILE:HG13 3:Q:63: THR:N 2.30 0.46
4:D:79:SER:O 4:D:134:VAL:HG23 2.16 0.46
12:7:48:PHE:CZ 12:7:50:ALA:HB3 2.50 0.46
1:0:7:ARG:HH11 5:5:127:TYR:HD2 1.64 0.46
1:0:8:TYR:HD2 7:U:128:TYR:HB3 1.81 0.46
3:Q:15:PHE:H 4:R:23:GLN:NE2 2.06 0.46
3:C:15:PHE:H 4:D:23:GLN:NE2 2.05 0.46
7:U:203: THR:HG22 7:U:204:GLU:N 2.31 0.46
12:7:114:ASP:HB2 12:7:118:SER:N 2.31 0.46
1:A:179:ARG:HH11 1:A:179:ARG:HB3 1.81 0.46
10:J:124:TYR:CD2 10:J:138:LEU:HD13 2.51 0.46
6:T:45:GLY:HA3 6:T:215:CYS:O 2.15 0.46
3:Q:39:GLY:HA2 3:Q:47:-VAL:O 2.16 0.46
8:H:81:GLN:O 8:H:85:GLN:HG3 2.15 0.46
4:D:76:CYS:HB2 4:D:137:LEU:O 2.16 0.46
13:M:61:ASP:O 13:M:65:GLU:HB2 2.16 0.46
4:R:112:LEU:C 4:R:112:LEU:HD13 2.37 0.46
12:7:43:MET:CB 12:7:101:ILE:HG22 2.43 0.46
6:T:54:1ILE:HG13 6:T:208:PHE:CA 2.45 0.46
6:T:121:GLN:HE21 6:T:122:ALA:N 2.13 0.46
9:W:130:ALA:HB2 9:W:166:ASP:CB 2.46 0.46
7:U:72:ARG:HB2 7:U:72:ARG:NH1 2.31 0.46
5:E:148:LEU:CD2 5:E:162:GLY:HA2 2.46 0.46
10:X:113:ILE:HA 10:X:118:THR:O 2.16 0.46
1:A:149:TYR:CE1 1:A:159:PRO:HB3 2.50 0.46
7:U:227:GLU:HG2 16:U:277:HOH:O 2.16 0.46
3:C:136:THR:O 3:C:150:GLN:HA 2.16 0.46
4:R:122:ARG:HG2 4:R:122:ARG:HH11 1.81 0.46
7:G:74:ILE:HD13 16:G:247:HOH:O 2.16 0.46
7:U:74:1ILE:HG21 7:U:112:LEU:HD23 1.98 0.46
5:E:52:LYS:HD3 5:E:211:SER:HB2 1.98 0.46
10:J:142:TYR:O 10:J:143:ARG:HD3 2.15 0.46
5:E:18(C):PHE:CD1 5:E:18(C):PHE:C 2.89 0.46
9:W:123:ASP:HB2 9:W:124:PHE:CD2 2.51 0.46
14:N:14:LEU:N 14:N:14:LEU:HD12 2.31 0.46
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5:E:38:VAL:HG23 5:E:197:ILE:HD12 1.97 0.46
2:B:238:.ILE:O 2:B:239:THR:O 2.34 0.46
4:R:233:1LE:O 4:R:237:LEU:HB3 2.15 0.46
9:W:5:ALA:HB2 9:W:14:ILE:CD1 2.46 0.46
5:5:41:ARG:NH1 5:5:42:SER:O 2.49 0.46
5:E:17:PRO:HA 6:F:26:TYR:CE2 2.50 0.45
5:5:18(C):PHE:CD1 5:5:18(C):PHE:C 2.90 0.45
12:L:-7:ASN:C 12:L:-7:ASN:HD22 2.19 0.45
12:L:11:PHE:CE1 12:L:148:VAL:HA 2.52 0.45
13:1:-5:PRO:HD3 13:1:96: TRP:CE2 2.51 0.45
5:S:58:LEU:N 5:S:58:LEU:HD12 2.31 0.45
3:C:227:GLU:HA 3:C:230:ASN:HB2 1.96 0.45
4:R:90:GLU:OE1 11:Y:69:ARG:HD2 2.16 0.45
3:Q:18(B):ARG:O 3:Q:182:PRO:HD3 2.16 0.45
13:M:-4:ILE:HG22 13:M:-3:VAL:N 2.31 0.45
9:W:36:HIS:HB3 9:W:42:PHE:CD2 2.51 0.45
3:Q:70:ILE:HG21 3:Q:112:LEU:HD21 1.97 0.45
4:D:243:ALA:O 4:D:244:GLU:CB 2.64 0.45
5:5:130:ARG:HH11 5:5:130:ARG:HG3 1.80 0.45
7:U:18(D):ILE:N 7:U:18(D):ILE:HD12 2.32 0.45
11:Y:97:MET:O 11:Y:114:ASP:HA 2.17 0.45
3:C:195:ARG:HG3 3:C:236:ILE:HD13 1.98 0.45
6:F:35: THR:HG23 6:F:51:GLU:HB3 1.98 0.45
4:R:160:TYR:CE2 4:R:163:LYS:HD3 2.51 0.45
7:G:186:TRP:CZ3 7:G:224:LEU:HD21 2.52 0.45
8:H:207:PRO:O 8:H:210: THR:OG1 2.30 0.45
10:X:185:ARG:NH1 10:X:185:ARG:HG2 2.32 0.45
9:W:14:1ILE:HG13 9:W:34:ILE:HD12 1.97 0.45
14:2:104:TYR:OH 14:2:180:ALA:HB2 2.16 0.45
1:0:12:LEU:HD12 1:0:129:VAL:N 2.32 0.45
7:G:18(D):ILE:HD12 7:G:18(D):ILE:N 2.31 0.45
6:T:107:ILE:O 6:T:107:ILE:HG23 2.16 0.45
14:N:14:LEU:HD11 14:N:102:ALA:HB3 1.97 0.45
6:F:63:LYS:O 6:F:65:VAL:HG23 2.16 0.45
5:5:180:LEU:O 5:5:18(B): THR:N 2.48 0.45
10:X:40:HIS:CD2 10:X:10(A):LYS:HD3 2.52 0.45
1:0:221:PHE:C 1:0:221:PHE:CD2 2.90 0.45
12:1L:113:PHE:CD1 12:1.:113:PHE:N 2.83 0.45
6:T:35: THR:HG23 6:T:51:GLU:HB3 1.98 0.45
1:A:7:ARG:NH1 5:E:127:TYR:HD2 2.15 0.45
9:W:14:ILE:CG1 9:W:34:ILE:HD12 2.46 0.45
7:U:218:ASP:O 7:U:220:LYS:HB2 2.16 0.45

Continued on next page...




Page 50

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Atom-1 Atom-2 Distance(A) | Clash(A)

14:N:176:VAL:HG12 14:N:178:LEU:HD13 1.98 0.45
10:X:66: TYR:CE2 10:X:74:LEU-HG 2.52 0.45
6:T:192:GLN:NE2 6:T:195:LYS:HE2 2.31 0.45
5:E:216:GLY:O 5:E:217:LYS:C 2.55 0.45
10:X:18:LYS:HD3 10:X:174:1LE:HG13 1.99 0.45
11:K:37:ILE:HG23 11:K:60:GLY:HA2 1.97 0.45
5:5:45:HIS:HB2 5:5:189:LEU:HD12 1.99 0.45
6:F:103:TYR:O 6:F:104:LYS:HB3 2.17 0.45
4:D:160:TYR:CE2 4:D:163:LYS:HD3 2.52 0.45
3:C:161:SER:HB3 3:C:180:TYR:CE1 2.51 0.45
2:B:218:ASN:O 2:B:21(C):ASP:HB2 2.16 0.45
3:Q:121:GLN:C 3:Q:121:GLN:NE2 2.70 0.45
8:V:147:THR:HG23 8:V:150:GLU:OE1 2.17 0.45
5:5:74:MET:HE2 5:5:109:VAL:HG22 1.99 0.45
6:T:191:LYS:HA 6:T:232:ALA:HB1 1.98 0.45
14:N:8:PHE:CE1 14:N:10:ASP:HB2 2.52 0.45
6:F:81:LEU:HD12 6:F:133:GLY:HA3 1.98 0.45
14:2:176:VAL:HG12 14:2:178:LEU:HD13 1.99 0.45
5:5:227:GLU:CD 5:5:227:GLU:H 2.17 0.45
5:5:226:GLY:HA3 5:5:227:GLU:OE2 2.17 0.45
6:T:192:GLN:O 6:T:196:ILE:HG13 2.17 0.45
5:S5:70:CYS:HA 5:5:93:ARG:HG2 1.98 0.45
2:P:108:PRO:HD2 2:P:111:1ILE:HD12 1.99 0.45
12:7:134:ILE:HG22 12:7:138:LEU:HD22 1.99 0.45
7:U:78:VAL:HG11 7:U:85:ALA:CB 2.47 0.45
7:G:177:GLU:O 7:G:17(B):LYS:HG3 2.16 0.45
4:D:121:LEU:HD23 4:D:123:PHE:HE1 1.82 0.45
11:K:6:PHE:HA 11:K:123:ASP:O 2.17 0.45
6:F:107:ILE:HA 6:F:108:PRO:HD3 1.84 0.45
4:R:243:ALA:O 4:R:244:GLU:CB 2.64 0.45
2:B:209:ARG:HH11 2:B:209:ARG:HG2 1.82 0.45
10:X:142:TYR:O 10:X:143:ARG:HD3 2.17 0.45
12:7:11:PHE:CE1 12:7:148:VAL:HA 2.52 0.45
1:0:62:GLU:CD 1:0:62:GLU:H 2.19 0.45
13:1:150: VAL:HG21 16:1:231:HOH:O 2.17 0.45
13:M:184:LEU:HD23 13:M:185: THR:N 2.31 0.45
8:V:67:SER:HB2 8:V:74:PRO:HG3 1.99 0.45
4:R:17:PRO:HG3 5:5:26: TYR:CE2 2.52 0.45
5:E:67:ILE:HG21 5:E:213:ALA:HB2 1.98 0.45
12:L:-5:TYR:CD2 12:1L:96: TYR:HB2 2.52 0.45
13:1:148:VAL:HG23 16:1:224:HOH:O 2.17 0.45
7:G:158:VAL:CG2 7:G:159:GLY:N 2.79 0.45
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Atom-1 Atom-2 Distance(A) | Clash(A)
4:R:172:ALA:HB2 4:R:200:VAL:HG11 2.00 0.45
5:5:38:VAL:HG23 5:5:197:ILE:HD12 1.99 0.45

4:D:196:ILE:N 4:D:196:1LE:HD12 2.32 0.45
1:A:214:ILE:C 1:A:214:1ILE:HD13 2.38 0.45
10:J:189:ASP:HA 10:J:191:GLN:OE1 2.17 0.45
14:2:83:PHE:HB3 14:2:113:ILE:HD13 1.99 0.45
5:5:67:ILE:HG21 5:S5:213:ALA:HB2 1.98 0.45
3:Q:136: THR:O 3:Q:150:GLN:HA 2.16 0.45
5:E:136:LEU:HD12 5:E:151:PHE:CD2 2.51 0.45
2:P:122:GLY:C 2:P:124: THR:H 2.20 0.44
2:P:207:TYR:CG 2:P:208:ASP:N 2.85 0.44
6:F:38:ILE:HG22 6:F:164:ALA:HB2 1.99 0.44
12:L:109:ALA:HA 16:L:220:HOH:O 2.17 0.44
11:K:86:LEU:HD13 11:K:86:LEU:C 2.38 0.44
10:J:10(B):LYS:HB2 10:J:10(B):LYS:HZ2 1.81 0.44
7:U:72:ARG:NH2 14:2:39:ASP:0D2 2.50 0.44
13:M:190:LEU:HD12 13:M:190:LEU:N 2.32 0.44
12:7:137:PHE:CE1 12:7:141:GLN:HG3 2.52 0.44
8:V:59:ILE:HD12 16:V:247:HOH:O 2.17 0.44
4:R:121:LEU:HD23 4:R:123:PHE:HE1 1.81 0.44
8:V:15:ALA:HB2 8:V:175:VAL:HG22 1.98 0.44
2:B:207:TYR:CG 2:B:208:ASP:N 2.85 0.44
13:1:7:LYS:HG3 13:1:14(G):ILE:HD13 1.99 0.44
5:E:226:GLY:HA3 5:E:227:GLU:OE2 2.17 0.44
6:T:109:ILE:HD13 6:T:142:ASP:HB3 2.00 0.44
2:P:198:SER:CA 2:P:205:LEU:HD22 2.47 0.44
14:2:84:LYS:HD2 16:2:220:HOH:O 2.17 0.44
1:A:62:GLU:H 1:A:62:GLU:CD 2.20 0.44
1:A:142:ASP:OD1 1:A:145:ASN:HB2 2.18 0.44
2:B:88:LEU:HB3 2:B:116:LEU:HD21 1.98 0.44
7:U:18(G):GLU:CG 7:U:188:LYS:HB2 2.42 0.44
4:D:174:ALA:O 4:D:177.-LEU:HB2 2.17 0.44
12:1:114:ASP:HB2 12:L:118:SER:N 2.33 0.44
10:X:140:HIS:CD2 10:X:141:HIS:CE1 3.04 0.44
4:D:172:ALA:O 4:D:175:GLU:HB3 2.18 0.44
9:1:36:HIS:HB3 9:1:42:PHE:CD2 2.52 0.44
9:1:5:ALA:HB2 9:1:14:1ILE:CD1 2.48 0.44
9:1:14:ILE:HG13 9:1:34:ILE:HD12 2.00 0.44
7:G:107:MET:CE 7:G:112:LEU:HD13 2.48 0.44
3:Q:149:TYR:CE1 3:Q:159:SER:HB3 2.53 0.44
13:M:91:ARG:HG3 13:M:92:SER:N 2.32 0.44
5:5:97:ASN:HA 5:S5:97:ASN:HD22 1.66 0.44
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Atom-1 Atom-2 Distance(A) | Clash(A)
11:Y:86:LEU:C 11:Y:86:LEU:HD13 2.37 0.44
3:Q:38:VAL:HG22 3:Q:39:GLY:N 2.32 0.44
6:F:13:SER:HB2 7:G:130:ARG:HB3 2.00 0.44
12:7:140:ASN:O 12:7:144:PHE:HA 2.17 0.44
6:T1:238:LYS:HZ2 6:T:239:GLU:HG3 1.81 0.44
8:V:200:LYS:HE3 9:W:140:SER:O 2.17 0.44
1:0:150:GLN:O 1:0:157:-TYR:HA 2.17 0.44
11:Y:87:VAL:HG11 11:Y:115:SER:HA 1.99 0.44
10:X:25:SER:OG 11:Y:131:GLN:NE2 2.51 0.44
14:N:163:ILE:CG2 14:N:170:GLY:HA2 2.47 0.44
11:Y:143:LYS:HB2 11:Y:146:LEU:CD1 2.46 0.44
11:K:143:LYS:H 11:K:146:LEU:HD13 1.83 0.44
7:U:186:TRP:CZ3 7:U:224:LEU:HD21 2.53 0.44
14:2:13:ILE:HD12 14:2:151: THR:HG22 1.99 0.44
6:T:238:LYS:NZ 6:1:239:GLU:HG3 2.32 0.44
13:M:-5:PRO:HD3 13:M:96: TRP:CE2 2.52 0.44
2:B:213:ALA:HA 2:B:222:L.YS:O 2.18 0.44
7:U:79:ASN:HA 16:U:250:HOH:O 2.17 0.44
9:1:-2:ASN:HB3 9:1:20:LEU:HD22 1.99 0.44
5:E:41:ARG:NH1 5:E:42:SER:O 2.50 0.44
6:F:61:PRO:O 6:F:62:GLN:HB2 2.17 0.44
7:U:177:GLU:O 7:U:17(B):LYS:HG3 2.17 0.44
8:H:72:ARG:HH11 8:H:72:ARG:HG3 1.82 0.44
12:7:129:ALA:HB1 12:7:166:HIS:NE2 2.33 0.44
1:0:22:GLY:O 1:0:25:ASP:HB2 2.17 0.44
1:0:15:PHE:HB2 2:P:23:GLN:NE2 2.33 0.44
6:F:192:GLN:NE2 6:F:195:LYS:HE2 2.33 0.44
3:Q:241:GLN:C 3:Q:243:GLN:N 2.70 0.44
2:B:185:LYS:HD3 2:B:186:VAL:H 1.82 0.44
1:A:69:LEU:HD23 1:A:70:LEU:N 2.32 0.44
3:C:62(A):ILE:HG13 3:C:63:THR:N 2.32 0.44
2:P:136:PHE:O 2:P:150: THR:HA 2.18 0.44
14:N:13:ILE:HD12 14:N:151: THR:HG22 1.98 0.44
10:J:178:VAL:HG22 10:J:184:ILE:HG13 1.99 0.44
4:D:160: TYR:HB3 4:D:162:ALA:O 2.17 0.44
12:7:134:ILE:O 12:7:137:PHE:HB3 2.17 0.44
8:V:59:ILE:CD1 16:V:247:HOH:O 2.64 0.44
14:N:83:PHE:HB3 14:N:113:ILE:HD13 1.98 0.44
2:P:202: THR:CG2 2:P:203:ASP:N 2.80 0.44
7:G:65:SER:HA 7:G:211:GLU:OE2 2.18 0.44
13:1:91:ARG:HG3 13:1:92:SER:N 2.32 0.44
7:G:168:LYS:O 7:G:172:1LE:HG12 2.17 0.44
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:0:6:ASP:0OD2 1:0:8:TYR:HB2 2.17 0.44
9:W:5:ALA:HA 9:W:13:ALA:O 2.18 0.44

11:K:40:PHE:CD1 11:K:73:ARG:NH1 2.86 0.44
1:0:141:HIS:HA 1:0:146:GLY:O 2.18 0.44
12:7:170:GLY:O 12:7:171:ASP:HB2 2.18 0.44

6:T:24:VAL:O 6:T:27:ALA:HB3 2.17 0.44

8:H:200:LYS:HE3 9:1:140:SER:O 2.18 0.44
5:E:143:LYS:HD3 13:M:71(B):GLU:O 2.18 0.44
3:C:39:GLY:HA2 3:C:47:-VAL:O 2.18 0.44
5:S5:123:ASN:N 5:S5:123:ASN:HD22 2.16 0.44

3:C:163:GLN:HG3 3:C:164:THR:N 2.33 0.44

7:G:18(D):ILE:CD1 7:G:18(D):ILE:N 2.81 0.44
14:N:144:GLU:O 14:N:145:ASN:HB2 2.18 0.44
10:J:98:ASN:HB3 10:J:127:HIS:CD2 2.53 0.44

3:C:26:TYR:N 3:C:26:TYR:CD1 2.86 0.44
6:T:103:TYR:O 6:T:104:LYS:HB3 2.16 0.44
4:R:86:ARG:HD3 4:R:86:ARG:HA 1.85 0.44
7:U:151: THR:HG22 7:U:157:TYR:CB 2.47 0.44
9:I:6:MET:CE 9:1:155:ILE:HA 2.47 0.44

11:Y:89:GLN:HG3 16:Y:2014:HOH:O 2.18 0.44
12:7:90:LYS:HE3 12:7:93:PHE:O 2.18 0.44

1:0:179:ARG:HH11 1:0:179:ARG:HB3 1.82 0.44

14:N:12:VAL:HG22 14:N:13:ILE:N 2.33 0.44

8:V:159:1LE:HD13 8:V:159:ILE:N 2.33 0.44

11:Y:16:VAL:HG21 11:Y:34:VAL:HG23 2.00 0.44
1:A:225:THR:O 1:A:229:ILE:HG12 2.18 0.44
3:C:70:ILE:HG21 3:C:112:LEU:HD21 1.99 0.44

10:X:189:ASP:HA 10:X:191:GLN:OE1 2.18 0.44

11:K:1:THR:O 11:K:128:GLY:HA3 2.18 0.44
14:2:144:GLU:O 14:2:145:ASN:HB2 2.18 0.44

4:D:86:ARG:HD3 4:D:86:ARG:HA 1.86 0.44
7:U:107:-MET:CE 7:U:112:LEU:HD13 2.48 0.43
7:U:96:ALA:HA 7:U:107:-MET:CE 2.34 0.43

2:B:21:LEU:HD13 2:B:124:THR:HG23 2.00 0.43

9:1:33:LYS:O 9:1:44:GLY:HA2 2.18 0.43

6:F:43:ASN:HD21 6:F:185:SER:HA 1.82 0.43

7:G:228:ASN:HD22 7:G:228:ASN:N 2.16 0.43

S:H:113:ILE:HG12 :H:119:THR:HG22 1.99 0.43
10:J:140:HIS:CD2 10:J:141:HIS:CE1 3.05 0.43

11:K:143:LYS:HB2 11:K:146:LEU:CD1 2.48 0.43
2:B:198:SER:CA 2:B:205:LEU:HD22 2.48 0.43
11:Y:44:THR:O 11:Y:99: THR:OG1 2.35 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
12:1:103:GLY:HA2 12:L:178:VAL:HG11 2.00 0.43
12:1:129:ALA:HB1 12:1:166:HIS:NE2 2.32 0.43
6:T:179:LEU:CD1 6:T:196:1ILE:HD11 2.48 0.43
6:T:38:ILE:HG22 6:T:164:ALA:HB1 2.00 0.43

4:R:174:ALA:O 4:R:177:LEU:HB2 2.18 0.43
8:V:113:ILE:HG12 8:V:119:THR:HG22 1.99 0.43
1:A:225:THR:0G1 1:A:228:GLU:HG3 2.18 0.43
13:1:45:ILE:HG21 13:1:52:MET:HG3 1.99 0.43

9:1:66:TYR:CE1 9:1:70:GLU:HG3 2.53 0.43
9:W:66:TYR:CE1 9:W:70:GLU:HG3 2.53 0.43
10:J:25:SER:HB2 11:K:131:GLN:NE2 2.29 0.43
6:F:43:ASN:HD22 6:F:43:ASN:H 1.54 0.43
7:G:110:ASP:HB3 7:G:149:TYR:CE2 2.53 0.43

13:M:115:LEU:HD23 13:M:115:LEU:N 2.33 0.43

11:K:47:GLY:CA 15:K:2000:ESY:H31 2.48 0.43

14:2:14:LEU:N 14:2:14:LEU:HD12 2.33 0.43
5:E:38:VAL:HG12 5:E:39:GLY:N 2.34 0.43

12:7:14(1): THR:HG21 12:7:14(M):VAL:HB 2.01 0.43
6:T:63:LYS:O 6:T:65:VAL:HG23 2.18 0.43
12:L:5:GLY:O 12:1:124:CYS:HA 2.18 0.43
1:0:225:THR:OG1 1:0:228:GLU:HG3 2.18 0.43
11:Y:38:ASN:HB2 11:Y:39:PRO:CD 2.48 0.43
3:C:156:ILE:HG23 16:C:264:HOH:O 2.18 0.43

2:P:218:ASN:O 2:P:21(C):ASP:HB2 2.17 0.43
1:A:221:PHE:CD2 1:A:221:PHE:C 2.91 0.43
4:D:215:1ILE:HD13 4:D:215:ILE:C 2.39 0.43
3:Q:187:GLU:HG3 3:Q:232:TYR:OH 2.17 0.43
5:E:48.LEU:HD23 5:E:48:LEU:HA 1.87 0.43
10:J:18:LYS:HD3 10:J:174:ILE:CG1 2.49 0.43

7:U:39:ALA:CB 7:U:48:VAL:HG12 2.47 0.43
4:D:117:CYS:HB3 4:D:155:GLY:O 2.18 0.43
3:C:150:GLN:HG2 3:C:151:THR:N 2.33 0.43

10:J:113:ILE:HA 10:J:118:THR:O 2.19 0.43
1:0:142:ASP:OD1 1:0:145:ASN:HB2 2.18 0.43

8:V:18:THR:HB 8:V:30:ASN:HD22 1.84 0.43
11:Y:74.1LE:HD11 11:Y:78:ALA:HB3 2.00 0.43
7:G:74:ILE:HD11 7:G:107:MET:O 2.19 0.43
14:2:161:GLN:NE2 14:2:165:TRP:HE1 2.16 0.43
5:S:31:1LE:HD11 5:5:153:PRO:CD 2.49 0.43

5:5:155:GLY:O 6:T:83:PRO:HG3 2.19 0.43

10:J:25:SER:CB 11:K:131:GLN:NE2 2.82 0.43
5:S:111:ARG:HA 5:5:114:HIS:HD2 1.84 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
4:R:161:ASN:HB3 4:R:180: TRP:CE2 2.53 0.43
4:R:172:ALA:O 4:R:175:GLU:HB3 2.19 0.43
3:Q:112:LEU:HD13 3:Q:112:LEU:O 2.18 0.43
14:2:1: THR:HA 14:2:33:LYS:NZ 2.33 0.43
1:A:12:LEU:HD12 1:A:129:VAL:N 2.33 0.43
12:L:137:PHE:CE1 12:L:141:GLN:HG3 2.54 0.43
11:K:207:ASN:ND2 10:X:144:PRO:CG 2.81 0.43
2:P:21:LEU:HD13 2:P:124:THR:HG23 2.00 0.43
5:E:15:PHE:H 6:F:23:GLN:HE22 1.66 0.43
10:X:143:ARG:HG2 10:X:143:ARG:HH11 1.84 0.43
5:S:76:LEU:HA 5:5:137:LEU:O 2.19 0.43
3:C:40:VAL:HG12 3:C:162:ALA:CB 2.43 0.43
3:Q:40:VAL:HG12 3:Q:162:ALA:CB 2.45 0.43
11:Y:47:GLY:CA 15:Y:2000:ESY:H31 2.48 0.43
14:N:146:MET:CE 14:N:150:GLU:HB3 2.47 0.43
5:5:185:ASN:C 5:5:185:ASN:HD22 2.22 0.43
7:G:82:ILE:HG22 7:G:83:PRO:HD3 2.01 0.43
14:2:13:ILE:HG12 14:2:177:VAL:HG13 1.99 0.43
2:B:136:PHE:O 2:B:150: THR:HA 2.19 0.43
1:0:142:ASP:HB2 16:0:254:HOH:O 2.17 0.43
1:A:46:VAL:HG11 1:A:139:ALA:HB1 1.99 0.43
13:M:110:LEU:HG 13:M:125:LEU:HD12 2.01 0.43
2:P:213:ALA:HA 2:P:222:LYS:O 2.18 0.43
2:B:20(A):SER:HB2 2:B:20(B):ALA:H 1.68 0.43
9:W:143:GLU:HG3 9:W:146:LEU:HD21 1.99 0.43
14:N:1: THR:HA 14:N:33:LYS:NZ 2.34 0.43
7:U:29:LYS:HD2 7:U:29:LYS:HA 1.75 0.43
3:Q:195:ARG:HGS3 3:Q:236:ILE:CD1 2.48 0.43
6:T:192:GLN:NE2 6:T:195:LYS:CE 2.82 0.43
12:1:114:ASP:HB2 12:1:118:SER:H 1.82 0.43
4:R:45:GLY:HA2 4:R:146:TYR:CD1 2.54 0.43
10:X:6:ILE:CG2 10:X:13:ILE:HB 2.49 0.43
2:P:107:1ILE:HG21 2:P:112:LEU:HD12 2.00 0.43
11:Y:113:VAL:HA 11:Y:118:THR:O 2.18 0.43
3:Q:150:GLN:HG2 3:Q:151: THR:N 2.33 0.43
13:1:61:ASP:O 13:1:65:GLU:HB2 2.18 0.43
1:0:46:VAL:HG11 1:0:139:ALA:HB1 2.00 0.43
7:U:139:VAL:HA 7:U:147:SER:O 2.19 0.43
9:1:93:GLY:N 9:1:94:PRO:CD 2.82 0.43
14:N:105:ASP:HB3 14:N:106:ASN:HB2 2.01 0.43
3:Q:26:TYR:N 3:Q:26:TYR:CD1 2.86 0.43
7:U:171:GLU:N 7:U:171:GLU:OE1 2.50 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
5:5:52:LYS:HD3 5:5:211:SER:HB2 2.01 0.43
10:J:18:LYS:CG 10:J:174:ILE:HG13 2.49 0.43

4:D:172:ALA:HB2 4:D:200:VAL:HG11 2.00 0.43
9:1:130:ALA:HB2 9:1:166:ASP:CB 2.49 0.43
7:U:25:GLU:O 7:U:28:PHE:HB2 2.19 0.43
11:Y:2:THR:OG1 11:Y:130:GLY:HA3 2.19 0.43
11:K:2:THR:OG1 11:K:130:GLY:HA3 2.18 0.43
3:C:38:VAL:HG22 3:C:39:GLY:N 2.34 0.43
1:A:92:SER:OG 1:A:116:VAL:HG22 2.19 0.43
11:K:196:PHE:HB3 16:K:2005:HOH:O 2.18 0.43
5:E:45:HIS:HB2 5:E:189:LEU:HD12 2.00 0.43
10:X:4:LEU:HB2 10:X:15:ALA:HB3 2.01 0.43
4:D:161:ASN:HB3 4:D:180: TRP:CE2 2.54 0.43
12:7:100:ILE:HD11 12:7:125:ARG:HG3 2.01 0.43
9:1:104:ILE:HG21 9:1:181:LYS:HG2 1.99 0.43
14:N:59:VAL:HG22 14:N:82:VAL:HG12 2.00 0.43
11:Y:1:THR:O 11:Y:128:GLY:HA3 2.19 0.43
3:C:57:LYS:HE3 3:C:57:LYS:O 2.19 0.43
10:X:129:TYR:O 10:X:132:PHE:HB2 2.19 0.43
3:Q:57:LYS:O 3:Q:57:LYS:HE3 2.18 0.43
4:R:177:LEU:HD22 5:5:58:LEU:CD1 2.49 0.43
4:D:179:GLU:HG3 4:D:192:LEU:HD11 2.01 0.43
2:B:120:LYS:HZ1 2:B:136:PHE:HD1 1.66 0.43
11:Y:114:ASP:C 11:Y:114:ASP:OD1 2.57 0.43
9:1:5:ALA:HA 9:1:13:ALA:O 2.18 0.43
13:1:1:THR:OG1 13:1:2:SER:N 2.52 0.43
14:2:52: THR:HG22 14:2:97:ALA:HB1 2.00 0.43
14:2:77:GLU:HB2 16:2:197:HOH:O 2.18 0.43
6:F:191:LYS:HA 6:F:232:ALA:HB1 2.00 0.43
13:1:4:ILE:CD1 13:1:159:MET:SD 3.07 0.43
10:X:98:ASN:HB3 10:X:127:HIS:CD2 2.54 0.43
14:N:52: THR:HG22 14:N:97:ALA:HB1 2.00 0.43
3:C:195:ARG:HG3 3:C:236:ILE:CD1 2.49 0.42
3:Q:169:SER:HA 3:Q:172:VAL:CG1 2.49 0.42
3:Q:161:SER:HB3 3:Q:180: TYR:CE1 2.54 0.42
5:E:17:PRO:HG3 6:F:26:TYR:CE2 2.53 0.42
3:Q:57:LYS:CG 3:Q:208:LYS:HZ1 2.31 0.42
14:2:19:ARG:HG3 14:2:26:ILE:HG23 2.01 0.42
1:0:214:1ILE:HD12 1:0:222:ARG:O 2.19 0.42
13:1:190:LEU:CD1 13:1:190:LEU:N 2.82 0.42
10:J:113:ILE:HG12 10:J:119:LYS:HG3 2.01 0.42
2:B:73:LYS:0O 2:B:140:GLY:HA2 2.19 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)
9:W:-2:ASN:HB3 9:W:20:LEU:HD22 2.00 0.42
13:M:1: THR:HG22 16:M:212:HOH:O 2.19 0.42
3:Q:97:GLN:HG3 10:X:65:LEU:HB2 2.01 0.42
3:Q:125:GLN:HB2 4:R:130:ARG:HG2 2.00 0.42
7:G:74:1LE:HG21 7:G:112:LEU:HD23 2.00 0.42
13:1:37:VAL:CG1 13:1:79:ILE:CD1 2.97 0.42
5:E:134:VAL:O 5:E:153:PRO:HG3 2.19 0.42
4:R:160:TYR:HB3 4:R:162:ALA:O 2.19 0.42
2:P:5:SER:O 2:P:7:ARG:N 2.52 0.42
8:H:1:THR:HA 8:H:33:LYS:NZ 2.34 0.42
4:D:123:PHE:CZ 4:D:131:PRO:HG3 2.53 0.42
7:G:18(B):ASP:O 7:G:18(C):HIS:HB3 2.19 0.42
8:H:18: THR:HB 8:H:30:ASN:HD22 1.84 0.42
10:J:175:VAL:HG12 10:J:176:LYS:N 2.34 0.42
11:K:45:-MET:HG2 11:K:52:CYS:HB2 2.01 0.42
5:5:18(D):ILE:HG23 5:5:18(E):LYS:HG3 2.02 0.42
6:F:179:LEU:CD1 6:F:196:1LE:HD11 2.49 0.42
5:E:111:ARG:O 5:E:115:LEU:HG 2.20 0.42
7:G:39:ALA:CB 7:G:48:VAL:HG12 2.49 0.42
14:2:89:GLU:OE1 14:2:89:GLU:HA 2.18 0.42
13:1:184:LEU:HD23 13:1:185: THR:N 2.34 0.42
3:C:18(D):GLU:N 3:C:182:PRO:HD3 2.34 0.42
10:X:16:SER:HB2 16:X:226:HOH:O 2.19 0.42
1:0:60:MET:HE3 1:0:63:THR:HG21 2.01 0.42
7:G:233:LEU:O 7:G:236:ILE:HG13 2.19 0.42
7:U:233:LEU:O 7:U:236:ILE:HG13 2.19 0.42
7:G:105:TYR:OH 8:H:66:HIS:HE1 2.02 0.42
2:P:209:ARG:HH11 2:P:209:ARG:HG2 1.83 0.42
7:U:74:1LE:HD11 7:U:107:-MET:O 2.20 0.42
7:U:65:SER:HA 7:U:211:GLU:OE2 2.19 0.42
6:T:43:ASN:HD21 6:T:185:SER:HA 1.84 0.42
5:5:38:VAL:HG12 5:5:39:GLY:N 2.34 0.42
7:G:77:-VAL:HG12 7:G:137:-THR:HB 2.01 0.42
14:2:146:MET:CE 14:2:150:GLU:HB3 2.48 0.42
10:J:6:ILE:CG2 10:J:13:ILE:HB 2.50 0.42
6:T:70:VAL:HB 6:T:74:1LE:HB 2.01 0.42
1:0:47:VAL:HG23 1:0:214:ILE:HG22 2.00 0.42
9:1:45:1LE:HG22 9:1:52:VAL:HG22 2.01 0.42
3:Q:18(D):GLU:N 3:Q:182:PRO:HD3 2.34 0.42
12:1L:13:VAL:HG12 12:L:177:ILE:HG12 2.02 0.42
11:K:38:ASN:HB2 11:K:39:PRO:CD 2.49 0.42
9:W:104:ILE:HG21 9:W:181:LYS:HG2 2.00 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)
5:E:54:ASN:ND2 5:E:56:ASP:O 2.45 0.42
3:Q:197:LEU:O 3:Q:201:VAL:HG23 2.19 0.42

3:Q:163:GLN:HG3 3:Q:164:THR:N 2.33 0.42
10:X:52: THR:HG23 10:X:53:VAL:HG23 2.01 0.42
11:Y:7:ARG:CG 11:Y:108:PRO:HB2 2.48 0.42
12:7:87:LEU:HD23 12:7:95:TYR:HD1 1.85 0.42
12:L:14(I): THR:O 12:L:1(I):ASN:CB 2.68 0.42
11:Y:155:GLY:O 11:Y:156:LYS:C 2.58 0.42
10:J:7:ARG:NH1 10:J:7:ARG:HG2 2.35 0.42
12:7:83:ILE:HB 12:7:113:PHE:CE2 2.54 0.42
5:5:154:SER:OG 5:5:156:ASN:ND2 2.49 0.42
9:W:168:LEU:HD22 16:W:206:HOH:O 2.19 0.42
1:A:150:GLN:O 1:A:157:TYR:HA 2.19 0.42
6:F:137:1ILE:HA 6:F:149:TYR:O 2.20 0.42
5:E:90:ASN:O 5:E:94:GLN:HG3 2.20 0.42
8:V:172:ASN:ND2 8:V:193: THR:HA 2.34 0.42
3:C:121:GLN:C 3:C:121:GLN:NE2 2.73 0.42
4:D:177:LEU:CD1 5:E:58:LEU:HD11 2.47 0.42
3:C:100:ARG:HH11 3:C:106:PRO:HB3 1.84 0.42
5:E:97:ASN:HD22 5:E:97:ASN:HA 1.67 0.42
11:K:2:THR:HG22 11:K:159:ILE:HD13 2.01 0.42
11:K:25: TRP:HH2 12:1:135:-MET:HB2 1.83 0.42
7:U:110:ASP:HB3 7:U:149:TYR:CE2 2.54 0.42
2:B:215:ILE:HG13 2:B:221:GLN:HG2 2.02 0.42
9:W:3:VAL:HG22 9:W:16:CYS:HB3 2.00 0.42
2:P:66:LYS:O 2:P:77:ALA:HA 2.20 0.42
6:F:109:ILE:HD13 6:F:142:ASP:HB3 2.01 0.42
1:A:214:1ILE:HD12 1:A:222:ARG:O 2.20 0.42
3:C:224:LEU:N 3:C:224:LEU:CD1 2.83 0.42
5:S:44:THR:C 5:S5:45:HIS:ND1 2.72 0.42
9:1:14:1LE:CG1 9:1:34:ILE:HD12 2.50 0.42
9:W:66:TYR:CZ 9:W:74:.1ILE:HD12 2.55 0.42
5:E:44:THR.:C 5:E:45:HIS:ND1 2.72 0.42
4:R:32:LYS:O 4:R:167:SER:HA 2.19 0.42
5:5:150:GLU:O 5:S:157:VAL:HA 2.19 0.42
3:Q:195:ARG:HG3 3:Q:236:ILE:HD13 2.02 0.42
5:E:57:GLU:C 5:E:58:LEU:HD12 2.41 0.42
6:T:192:GLN:HE21 6:T:195:LYS:CE 2.31 0.42
11:K:155:GLY:O 11:K:156:LYS:C 2.58 0.42
10:X:121:GLU:O 10:X:122:LEU:HD23 2.20 0.42
4:D:170:GLU:CD 4:D:170:GLU:N 2.73 0.42
14:N:41:ILE:HD13 14:N:76: THR:HA 2.01 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)
13:1:-4:ILE:HG22 13:1:-3:VAL:N 2.34 0.42
6:F:198:TYR:HE2 6:F:237:GLN:NE2 2.17 0.42
11:K:64:ARG:NH2 11:K:68:LEU:HD21 2.35 0.42
11:Y:76:VAL:HG22 11:Y:103:GLY:HA3 2.00 0.42
1:0:21(P):LYS:N 16:0:248:HOH:O 2.38 0.42

7:U:38:LEU:C 7:U:38:LEU:HD12 2.40 0.42
11:Y:45:MET:HG2 11:Y:52:CYS:HB2 2.02 0.42
5:E:76:LEU:HA 5:E:137:LEU:O 2.19 0.42
5:5:201:LEU:O 5:5:202:ARG:CB 2.67 0.42
5:S5:212:ILE:HD12 5:5:229:VAL:HG11 2.01 0.42
5:5:18(C):PHE:CD1 5:5:18(D):ILE:N 2.88 0.42
3:C:241:GLN:C 3:C:243:GLN:N 2.71 0.42
2:B:97:GLN:NE2 9:1:64:ASN:HD22 2.18 0.42
12:L:90:LYS:HE3 12:L:93:PHE:O 2.19 0.42
5:5:185:ASN:OD1 5:5:188:GLU:HG2 2.20 0.42
1:0:69:LEU:HD23 1:0:70:LEU:N 2.35 0.42
2:P:229:1LE:HA 2:P:232:1LE:HG22 2.02 0.42
11:Y:172:SER:CA 11:Y:192:VAL:HG23 2.50 0.42
8:V:25:ILE:HD12 8:V:25:ILE:N 2.35 0.42
8:H:159:ILE:N 8:H:159:ILE:HD13 2.33 0.42
13:M:124:THR:O 13:M:125:LEU:HD23 2.20 0.42
5:S:167:ALA:O 5:S5:168:ARG:HB2 2.19 0.42
14:2:121:LYS:O 14:2:122:LEU:HD23 2.20 0.42
2:P:73:LYS:0 2:P:140:GLY:HA2 2.20 0.42
9:W:61:TYR:C 9:W:61:TYR:CD1 2.93 0.42
7:G:107:MET:HE1 7:G:112:LEU:HD13 2.02 0.42
3:Q:158:SER:HB2 4:R:59:LEU:HD21 2.02 0.42
10:X:25:SER:CB 11:Y:131:GLN:NE2 2.83 0.42
9:W:33:LYS:0O 9:W:44:GLY:HA2 2.20 0.42
5:E:18(C):PHE:CD1 5:E:18(D):ILE:N 2.88 0.42
6:F:179:LEU:HD11 6:F:196:1LE:HD11 2.02 0.42
2:P:4:GLY:HA3 5:5:127:TYR:CE1 2.55 0.42
3:Q:150:GLN:HE21 3:Q:150:GLN:HB3 1.61 0.42
2:B:17:PRO:HA 3:C:26:TYR:CE2 2.55 0.42
9:W:22:SER:O 9:W:23:GLN:HB2 2.20 0.42
2:P:194:LEU:HD21 2:P:212:PHE:CE1 2.55 0.42
10:X:31:ASP:HB3 10:X:33:LYS:NZ 2.35 0.42
8:V:103:GLY:HA2 &:V:178: MET:SD 2.60 0.42
3:C:169:SER:HA 3:C:172:VAL:CG1 2.50 0.41
5:E:214:.1LE:O 5:E:221:PHE:HA 2.20 0.41
9:W:137:MET:HE1 9:W:161:ASN:HB2 2.02 0.41
10:J:129:TYR:O 10:J:132:PHE:HB2 2.20 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)
6:T:192:GLN:HE21 6:1:195:LYS:HE3 1.85 0.41
14:2:126:ILE:N 14:2:126:1ILE:HD13 2.33 0.41
10:X:18:LYS:HD3 10:X:174:1ILE:CG1 2.50 0.41
1:A:6:ASP:0D2 1:A:8:TYR:HB2 2.20 0.41
11:K:74:ILE:HD13 11:K:75:SER:O 2.20 0.41
11:Y:74:.1ILE:HD12 11:Y:79:ALA:HB2 2.01 0.41
3:Q:125:GLN:HG3 3:Q:125:GLN:O 2.20 0.41
9:I:58: MET:O 9:I:61:TYR:HB3 2.20 0.41
6:T:137:ILE:HA 6:T:149:TYR:O 2.20 0.41
14:N:130:GLY:HA2 14:N:166:ASP:HB2 2.02 0.41
2:P:88:LEU:HB3 2:P:116:LEU:HD21 2.01 0.41
2:P:89:ILE:O 2:P:92:ALA:HB3 2.19 0.41
14:2:130:GLY:HA2 14:2:166:ASP:HB2 2.01 0.41
4:R:75:GLY:HA3 4:R:221:PHE:CD2 2.54 0.41
5:E:125:GLN:HB3 16:E:248:HOH:O 2.19 0.41
12:7:70(A):ASN:O 12:7:72:LYS:N 2.53 0.41
7:G:184:ASN:HD22 7:G:184:ASN:HA 1.69 0.41
11:K:131:GLN:CG 11:K:132: THR:N 2.81 0.41
5:E:199:GLN:HA 5:E:199:GLN:NE2 2.36 0.41
5:E:167:ALA:O 5:E:168:ARG:HB2 2.20 0.41
5:E:212:1ILE:HD12 5:E:229:VAL:HG11 2.02 0.41
12:L:14(1): THR:HG21 12:L:14(M):VAL:HB 2.02 0.41
7:U:135:1LE:CG2 7:U:150:LYS:HD2 2.49 0.41
7:G:25:GLU:O 7:G:28:PHE:HB2 2.21 0.41
4:R:120:ALA:HB3 4:R:155:GLY:HA2 2.03 0.41
5:E:185:ASN:C 5:E:185:ASN:HD22 2.23 0.41
13:M:133:MET:C 13:M:136:PRO:HD2 2.40 0.41
7:U:18(D):ILE:N 7:U:18(D):ILE:CD1 2.83 0.41
6:F:107:ILE:O 6:F:107:ILE:HG23 2.20 0.41
4:R:243:ALA:O 4:R:244:GLU:HG2 2.19 0.41
4:R:17:PRO:HA 5:5:26:TYR:CD2 2.55 0.41
5:5:230:ALA:C 5:5:232:TYR:H 2.24 0.41
10:X:166:MET:HA 10:X:167:PRO:HD3 1.77 0.41
14:2:8:PHE:CE1 14:2:10:ASP:HB2 2.55 0.41
14:2:65:LEU:HG 14:2:69:GLN:HE21 1.86 0.41
11:K:109: THR:HA 16:K:2004:HOH:O 2.19 0.41
3:C:175:PHE:O 3:C:179:ASN:HB2 2.21 0.41
10:J:31:ASP:HB3 10:J:33:LYS:NZ 2.35 0.41
6:T:130:ARG:HG2 6:T:130:ARG:HH11 1.85 0.41
10:J:93:ARG:HG2 10:J:93:ARG:HH11 1.85 0.41
12:7:-7:ASN:ND2 12:7:-7:ASN:C 2.74 0.41
1:A:62:GLU:O 1:A:64:LEU:N 2.53 0.41
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14:N:13:ILE:HG12 14:N:177:VAL:HG13 2.02 0.41
8:V:18: THR:HB 8:V:30:ASN:HA 2.01 0.41
8:H:18: THR:HB 8:H:30:ASN:HA 2.01 0.41
6:T:198:TYR:HE2 6:T:237:GLN:HE21 1.68 0.41
6:F:24:VAL:O 6:F:27:ALA:HB3 2.20 0.41
14:2:105:ASP:HB3 14:2:106:ASN:HB2 2.03 0.41
7:G:218:ASP:O 7:G:220:LYS:HB2 2.19 0.41
11:K:87:VAL:HG11 11:K:115:SER:HA 2.02 0.41
10:J:144:PRO:CG 11:Y:207:ASN:ND2 2.84 0.41
5:S5:54:ASN:ND2 5:S5:56:ASP:O 2.46 0.41
9:W:93:GLY:N 9:W:94:PRO:CD 2.82 0.41
4:D:32:LYS:O 4:D:167:SER:HA 2.20 0.41
5:E:123:ASN:HD22 5:E:123:ASN:N 2.18 0.41
6:T:61:PRO:O 6:T:62: GLN:HB2 2.20 0.41
6:F:192:GLN:HE21 6:F:195:LYS:CE 2.34 0.41
13:1:19:LEU:HB3 16:1:212:HOH:O 2.20 0.41
13:M:164:TYR:O 14:2:26:ILE:HD12 2.20 0.41
4:R:117:CYS:HB3 4:R:155:GLY:O 2.20 0.41
5:E:185:ASN:OD1 5:E:188:GLU:HG2 2.19 0.41
1:A:39:GLY:HA2 1:A:47:VAL:O 2.21 0.41
9:W:101:VAL:O 9:W:110:ILE:HA 2.21 0.41
5:5:189:LEU:HD23 5:S5:189:LEU:HA 1.91 0.41
4:R:123:PHE:CZ 4:R:131:PRO:HG3 2.56 0.41
7:G:78:VAL:HG11 7:G:85:ALA:CB 2.50 0.41
2:P:126:HIS:CB 3:Q:129:VAL:HG12 2.48 0.41
10:J:18:LYS:HD3 10:J:174:ILE:HG13 2.02 0.41
7:U:82:ILE:HG22 7:U:83:PRO:HD3 2.02 0.41
2:B:229:ILE:HA 2:B:232:ILE:HG22 2.02 0.41
3:Q:121:GLN:NE2 3:Q:122:ARG:N 2.69 0.41
12:L:134:ILE:HG22 12:1.:138:LEU:HD22 2.02 0.41
4:D:75:GLY:HA3 4:D:221:PHE:CD2 2.54 0.41
1:0:23:GLN:OE1 7:U:15:PHE:HB2 2.21 0.41
4:R:52:LYS:HE3 4:R:211:GLN:HB2 2.03 0.41
9:1:22:SER:O 9:1:23:GLN:HB2 2.20 0.41
2:P:11:ARG:O 2:P:14:1ILE:HD13 2.21 0.41
8:H:103:GLY:HA2 8:H:178: MET:SD 2.60 0.41
3:C:87:ILE:N 3:C:87:ILE:HD13 2.35 0.41
5:E:31:ILE:HD11 5:E:153:PRO:CD 2.50 0.41
1:0:15:PHE:HD2 2:P:23:GLN:NE2 2.19 0.41
4:R:12(G):GLU:HG2 4:R:125:GLU:H 1.85 0.41
2:B:4:GLY:HA3 5:E:127:TYR:CE1 2.56 0.41
6:F:192:GLN:NE2 6:F:195:LYS:CE 2.84 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)
6:T:109:ILE:N 6:T:110:PRO:CD 2.84 0.41
1:0:26:TYR:O 1:0:29: THR:HB 2.21 0.41
1:0:29:THR:O 1:0:33:GLN:HG2 2.21 0.41

12:7:99:THR:HG23 16:7:202:HOH:O 2.19 0.41
11:K:172:SER:CA 11:K:192:VAL:HG23 2.50 0.41
10:X:7:ARG:NH1 10:X:7:ARG:HG2 2.36 0.41

3:Q:224:LEU:N 3:Q:224:LEU:CD1 2.83 0.41
1:0:225:THR:O 1:0:229:ILE:HG12 2.19 0.41
4:R:197:LEU:O 4:R:201:MET:HG3 2.19 0.41
5:E:230:ALA:C 5:E:232:TYR:H 2.23 0.41
3:C:187:GLU:HG3 3:C:232:TYR:OH 2.20 0.41
12:1:148:VAL:HG13 12:1.:149:GLU:N 2.36 0.41
8:H:25:1LE:N 8:H:25:1ILE:HD12 2.35 0.41

1:A:47:VAL:HG23 1:A:214:ILE:HG22 2.03 0.41
13:1:133:MET:C 13:1:136:PRO:HD2 2.40 0.41
14:2:12:VAL:HG22 14:2:13:ILE:N 2.36 0.41

4:R:119:LEU:O 4:R:122:ARG:HB2 2.21 0.41

11:K:37:ILE:HD12 11:K:37:ILE:H 1.86 0.41

11:Y:74:.1ILE:HD13 11:Y:75:SER:O 2.21 0.41
6:T:12:ASN:O 6:T:14:VAL:N 2.54 0.41
13:1:46:SER:OG 13:1:98:ALA:HB3 2.21 0.41

3:C:152:GLU:HB2 3:C:153:PRO:HD2 2.03 0.41

7:G:29:LYS:HD2 7:G:29:LYS:HA 1.78 0.41
10:J:25:SER:CB 11:K:131:GLN:HE22 2.29 0.41
1:A:22:GLY:O 1:A:25:ASP:HB2 2.21 0.41
4:D:12(G):GLU:HG2 4:D:125:GLU:H 1.85 0.41

7:U:158:VAL:HG22 7:U:159:GLY:H 1.85 0.41
10:X:18:LYS:CG 10:X:174:.1ILE:HG13 2.50 0.41

2:P:186:VAL:O 2:P:190:ILE:HG13 2.21 0.41
7:U:77:-VAL:HG12 7:U:137:THR:HB 2.02 0.41
1:0:232:ARG:HG3 1:0:232:ARG:NH1 2.34 0.41
1:0:62:GLU:O 1:0:64:LEU:N 2.52 0.41
13:1:205:GLY:HA3 16:1:234:HOH:O 2.20 0.41
4:D:243:ALA:O 4:D:244:GLU:HG2 2.21 0.41
5:5:67:ILE:HG22 5:5:223:ILE:HD11 2.03 0.41
9:1:5:ALA:HB2 9:1:14:ILE:HD13 2.03 0.41

6:T:198: TYR:HE2 6:T:237:GLN:NE2 2.19 0.41
8:H:132:LEU:HB2 16:H:233:HOH:O 2.20 0.41
6:T:13:SER:HB2 7:U:130:ARG:HB3 2.03 0.41
2:P:215:1LE:HG13 2:P:221:GLN:HG2 2.01 0.41

2:B:32:SER:O 2:B:167:ALA:HA 2.21 0.41
10:X:179:ASP:O 10:X:181:ASP:N 2.54 0.41

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)

11:K:105:THR:OG1 11:K:106:GLU:HG3 2.21 0.41
12:L:2: THR:HG21 12:1:130:ALA:HB3 2.02 0.41
5:S:214:ILE:O 5:5:221:PHE:HA 2.20 0.41
3:Q:106:PRO:HG2 3:Q:143:PRO:HG3 2.01 0.41
6:1T:179:LEU:HD11 6:T:196:ILE:HD11 2.01 0.41
4:R:192:LEU:O 4:R:196:1LE:CD1 2.69 0.41
5:E:97:ASN:ND2 12:L:61:ASN:HD21 2.17 0.41
2:B:186:VAL:O 2:B:190:ILE:HG13 2.20 0.41
3:Q:225:SER:O 3:Q:226:SER:C 2.60 0.41
2:P:233:LEU:HD12 2:P:233:LEU:HA 1.94 0.41
12:7:148:VAL:O 12:7:152:ILE:HG13 2.20 0.41
7:U:194:ILE:HG23 7:U:210:LEU:HD11 2.01 0.41
1:0:149:TYR:CE1 1:0:159:PRO:HB3 2.56 0.41
1:A:210:ILE:N 1:A:210:ILE:HD13 2.36 0.41
4:R:76:CYS:HB2 4:R:137:LEU:O 2.21 0.41
5:E:198:SER:HA 5:E:201:LEU:CD1 2.50 0.40
12:7:93:PHE:N 12:7:94:PRO:CD 2.83 0.40
10:J:6:ILE:HG23 10:J:13:ILE:HG13 2.02 0.40
12:7:5:GLY:O 12:7:124:CYS:HA 2.20 0.40
4:D:119:LEU:O 4:D:122:ARG:HB2 2.20 0.40
11:K:74:ILE:HD11 11:K:78:ALA:HB3 2.03 0.40
13:1:186:PHE:HE1 13:1:188:LYS:HG3 1.86 0.40
1:A:26:TYR:O 1:A:29:THR:HB 2.21 0.40
9:1:143:GLU:HG3 9:1:146:LEU:HD21 2.03 0.40
4:R:65:GLU:HA 16:R:750:HOH:O 2.21 0.40
8:H:50:ALA:HB2 9:1:118:CYS:HB2 2.03 0.40
4:D:191:LEU:HD12 4:D:191:LEU:HA 1.96 0.40
11:Y:32:LYS:N 11:Y:32:LYS:HD2 2.36 0.40
6:F:192:GLN:HE21 6:F:195:LYS:HE3 1.87 0.40
2:P:101:LYS:HZ1 10:X:85:GLN:NE2 2.17 0.40
5:E:111:ARG:HA 5:E:114:HIS:HD2 1.86 0.40
3:Q:134:VAL:CG1 3:Q:135:SER:N 2.85 0.40
4:D:45:GLY:HA2 4:D:146:TYR:CD1 2.56 0.40
14:N:6:VAL:HG23 14:N:155:1ILE:HD11 2.03 0.40
8:V:147:THR:0G1 8:V:150:GLU:HG3 2.21 0.40
1:0:57:PRO:HG2 7:U:177:GLU:HG2 2.01 0.40
12:1:134:1ILE:O 12:1:137:PHE:HB3 2.20 0.40
1:A:134:VAL:O 1:A:153:PRO:HG3 2.21 0.40
4:D:197:LEU:O 4:D:201:MET:HG3 2.21 0.40
13:M:9:ASP:OD1 13:M:10:ASN:N 2.54 0.40
7:G:26:TYR:CD1 7:G:26:TYR:N 2.88 0.40
10:J:155:LEU:HD23 10:J:155:LEU:HA 1.93 0.40
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Atom-1 Atom-2 Distance(A) | Clash(A)
7:U:56:ASP:HB3 7:U:59:LEU:HG 2.03 0.40
12:L:140:ASN:ND2 9:W:161:ASN:HD21 2.19 0.40
7:G:56:ASP:HB3 7:G:59:LEU:HG 2.04 0.40
7:U:17:PRO:HD3 16:U:259:HOH:O 2.22 0.40
6:T:187:ARG:NH1 6:T:187:ARG:HG3 2.35 0.40
2:P:238:1LE:O 2:P:239: THR:O 2.38 0.40
12:L:87:LEU:HD23 12:1L:95:TYR:HD1 1.87 0.40
6:F:70:VAL:HB 6:F:.74:.1LE:HB 2.03 0.40
2:P:7:ARG:HG2 7:U:8:TYR:CZ 2.56 0.40
3:C:62(A):ILE:O 3:C:63:THR:C 2.60 0.40
2:B:21(A):LYS:O 2:B:21(B):GLY:C 2.59 0.40
9:1:66: TYR:CZ 9:1:74:ILE:HD12 2.56 0.40
14:N:1: THR:HG23 14:N:33:LYS:HD3 2.03 0.40
13:M:1:THR:OG1 13:M:2:SER:N 2.53 0.40
3:Q:175:PHE:O 3:Q:179:ASN:HB2 2.21 0.40
7:G:140:SER:HA 7:G:215:ALA:HB1 2.03 0.40
13:1:9:ASP:OD1 13:1:10:ASN:N 2.54 0.40
2:B:39:GLY:O 2:B:162:ALA:HA 2.22 0.40
12:7:79:ALA:O 12:7:82:ASN:HB3 2.22 0.40
7:U:100:ARG:HG3 7:U:100:ARG:HH11 1.85 0.40
5:E:18(D):ILE:HG23 5:E:18(E):LYS:HG3 2.04 0.40
5:5:216:GLY:O 5:5:219: THR:N 2.52 0.40
12:L:1:GLY:HA3 12:1:33:LYS:NZ 2.36 0.40
2:B:107:ILE:HG21 2:B:112:LEU:HD12 2.02 0.40
4:D:243:ALA:O 4:D:244:GLU:HB2 2.22 0.40
6:T:159:GLY:HA3 7:U:63: THR:HG21 2.03 0.40
5:5:143:LYS:HD3 13:1:71(B):GLU:O 2.21 0.40
1:0:134:VAL:O 1:0:153:PRO:HG3 2.21 0.40
13:M:186:PHE:HE1 13:M:188:LYS:HG3 1.87 0.40
13:M:51:ASP:O 13:M:54:HIS:HB3 2.22 0.40
14:N:161:GLN:NE2 14:N:165:TRP:HE1 2.20 0.40
5:5:198:SER:HA 5:5:201:LEU:CD1 2.51 0.40
1:A:5:THR:O 1:A:7:ARG:HG2 2.22 0.40
6:F:109:ILE:N 6:F:110:PRO:CD 2.85 0.40
3:C:89:ILE:HG22 3:C:93:ARG:HD2 2.03 0.40
2:P:238.1LE:O 2:P:238.1LE:HG22 2.21 0.40
11:Y:124:1LE:CG2 11:Y:138:LEU:HD23 2.51 0.40
13:1:110:LEU:HG 13:1:125:LEU:HD12 2.03 0.40
14:N:121:LYS:O 14:N:122:LEU:HD23 2.21 0.40
13:1:18:ASN:HA 13:1:31:VAL:O 2.22 0.40
10:J:11:SER:HB3 10:J:179:ASP:HB3 2.03 0.40
7:G:100:ARG:HG3 7:G:100:ARG:HH11 1.86 0.40
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There are no symmetry-related clashes.

5.3 Torsion angles

5.3.1 Protein backbone (1)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution. 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%) 141 56
1 O 248/250 (99%) | 229 (92%) | 15 (6%) 4 (2%) 141 56
2 B 242/244 (99%) | 218 (90%) | 15 (6%) 9 (4%) 28
2 P 242/244 (99%) | 216 (89%) | 17 (7%) 9 (4%) 28
3 C 239/241 (99%) | 219 (92%) | 15 (6%) 5 (2%) 47
3 Q 239/241 (99%) | 219 (92%) | 15 (6%) 5 (2%) A7
4 D 240/242 (99%) | 225 (94%) | 10 (4%) 5 (2%) 47
4 R 240/242 (99%) | 224 (93%) | 11 (5%) 5 (2%) 47
5 E 231/233 (99%) | 202 (87%) | 20 (9%) 9 (4%) 26
5 S 231/233 (99%) | 201 (87%) | 21 (9%) 9 (4%) 26
6 F 242/244 (99%) | 220 (91%) | 18 (7%) 4 (2%) 54
6 T 242/244 (99%) | 217 (90%) | 21 (9%) 4 (2%) 141 54
7 G 241/243 (99%) | 224 (93%) | 15 (6%) 2 (1%) 27 76
7 U 241/243 (99%) | 224 (93%) | 15 (6%) 2 (1%) 27 76
8 H 220/222 (99%) | 206 (94%) | 12 (6%) 2 (1%) 25 73
8 \Y 220/222 (99%) | 204 (93%) | 14 (6%) 2 (1%) 25 73
9 I 202/204 (99%) 196 (97%) 5 (2%) 1 (0%)

9 W 202/204 (99%) 195 (96%) 6 (3%) 1 (0%)

10 J 196/198 (99%) 180 (92%) | 12 (6%) 4 (2%)

10 X 196/198 (99%) 178 (91%) | 14 (7%) 4 (2%)

11 | K | 210/212 (99%) | 199 (95%) | 11 (5%) 0 [100] [100]
11 Y 210/212 (99%) | 200 (95%) | 10 (5%) 0 |
12 L 220/222 (99%) | 206 (94%) | 13 (6%) 1 (0%) 38

12 Z 220/222 (99%) | 206 (94%) | 13 (6%) 1 (0%) 38
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
13 | 1| 231/233(99%) | 211 (91%) | 20 (9%) 0 100 [ 100
13 | M | 231/233 (99%) | 211 (91%) | 20 (9%) 0 [100] [100]
14 2 194/196 (99%) 186 (96%) 7 (4%) 1 (0%) 38
14 N 194/196 (99%) 186 (96%) 7 (4%) 1 (0%) 38
All All | 6312/6368 (99%) | 5830 (92%) | 388 (6%) | 94 (2%) 151 58

All (94) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 167 LYS
2 B 20(A) | SER
3 C 58 LEU
4 D 12(G) | GLU
5 E 5 ARG
) E 202 ARG
5 E 217 LYS
6 F 13 SER
6 F 64 ASN
7 G 239 GLN
12 L 71 ASP
1 O 167 LYS
2 P |[20(A)| SER
3 Q 58 LEU
4 R 12(G) | GLU
5 S 5 ARG
5 S 202 ARG
5 S 217 LYS
6 T 13 SER
6 T 64 ASN
7 U 239 GLN
1 A 5) THR

1 A 63 THR
2 B 54 VAL
2 B 21(B) | GLY
2 B | 21(C) | ASP
3 C 183 PRO
3 C 203 THR
4 D 120 ALA
4 D | 18(D) | SER
5 E 64 GLN
5 E 18(A) | ASP
Continued on next page...
gPDB
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Mol | Chain | Res | Type
5 E 227 GLU
7 G 55 PRO
8 H 91 GLN
1 O 5 THR
1 O 63 THR
2 P 54 VAL
2 P 21(B) | GLY
2 P 21(C) | ASP
3 Q 183 PRO
3 Q 203 THR
4 R 120 ALA
4 R 18(D) | SER
5 S 64 GLN
) S 180 LEU
5 S 18(A) | ASP
5 S 227 GLU
7 U 55 PRO
8 \Y 91 GLN

12 Z 71 ASP
4 D 128 MET
5 E 180 LEU
5 E 203 ASP
10 J 8 VAL
2 P 6 ARG
4 R 128 MET
5 S 203 ASP
10 X 8 VAL
10 X 180 LYS
2 B 183 ASP
3 C 202 GLN
5 E 231 LYS
6 F 12 ASN
9 | 93 GLY
10 J 180 LYS
14 N 18(E) | ASP
2 P 183 ASP
2 P 217 ALA
3 Q 202 GLN
bt S 231 LYS
6 T 12 ASN
6 T 206 LYS
14 2 18(E) | ASP

Continued on next page...
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Mol | Chain | Res | Type
2 B 6 ARG
2 B 208 ASP
2 B 217 ALA
3 C 242 GLU
6 F 206 LYS
8 H 145 ASP

10 J 192 ALA
2 P 22 TYR
2 P 208 ASP
3 Q 242 GLU
8 \Y 145 ASP
9 W 93 GLY

10 X 192 ALA
1 A 204 GLY
2 B 22 TYR

10 J 49 ALA
1 O 204 GLY

10 X 49 ALA
4 R 12(F) | GLY
4 D 12(F) | GLY

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%) 200 (96%) 9 (4%) 40 | 82
1 O 209/209 (100%) 200 (96%) 9 (4%) 40 | 82
2 B 203/203 (100%) 186 (92%) | 17 (8%) 161 51
2 P 203/203 (100%) 185 (91%) | 18 (9%) 141 48
3 C 213/213 (100%) 201 (94%) | 12 (6%) 30 72
3 Q 213/213 (100%) 201 (94%) | 12 (6%) 30 72
4 D 198/198 (100%) 188 (95%) | 10 (5%) 33 176
4 R 198/198 (100%) 188 (95%) | 10 (5%) 33 176
5 E 192/192 (100%) 171 (89%) | 21 (11%) 9| 35
5 S 192/192 (100%) 170 (88%) | 22 (12%) 32

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
6 F 201/201 (100%) 186 (92%) 15 (8%) 19 57
6 T 201/201 (100%) 186 (92%) 15 (8%) 19 57
7 G 207/207 (100%) 195 (94%) 12 (6%) 28 71
7 U 207/207 (100%) 195 (94%) 12 (6%) 28 71
8 H 181/181 (100%) 168 (93%) 13 (7%) 21 59
8 \Y 181/181 (100%) 170 (94%) 11 (6%) 26 68
9 I 172/172 (100%) | 165 (96%) | 7 (4%) 41
9 W 172/172 (100%) 166 (96%) 6 (4%) 48 |87
10 J 175/175 (100%) 167 (95%) 8 (5%) 37 180
10 X 175/175 (100%) 167 (95%) 8 (5%) 37 180
11 K 169/169 (100%) 160 (95%) 9 (5%) 32 74
11 Y 169/169 (100%) 160 (95%) 9 (5%) 32 74
12 L 185/185 (100%) 172 (93%) 13 (7%) 21 62
12 Z 185/185 (100%) 172 (93%) 13 (7%) 21 62
13 1 199/199 (100%) 189 (95%) 10 (5%) 34 77
13 M 199/199 (100%) 189 (95%) 10 (5%) 34 77
14 2 162/162 (100%) 155 (96%) 7 (4%) 40 |82
14 N 162/162 (100%) 154 (95%) 8 (5%) 35 |78
All All 5332/5332 (100%) | 5006 (94%) | 326 (6%) 26 68

All (326) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 24 ILE
1 A 32 LYS
1 A 33 GLN
1 A 124 THR
1 A 158 PHE
1 A 179 ARG
1 A 192 ILE
1 A 210 ILE
1 A 214 ILE
2 B 10 SER
2 B 14 ILE
2 B 38 ILE
2 B 67 LEU

Continued on next page...
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Mol | Chain | Res | Type
2 B 71 ASN
2 B 107 ILE
2 B 116 LEU
2 B 121 GLN
2 B 135 SER
2 B 150 THR
2 B 156 ASN
2 B 185 LYS
2 B 187 ASP
2 B 192 LEU
2 B 206 THR
2 B 212 PHE
2 B 218 ASN
3 C 10 ARG
3 C 14 ILE
3 C 33 ARG
3 C 57 LYS
3 C 66 LYS
3 C 87 ILE
3 C 121 GLN
3 C 135 SER
3 C 150 GLN
3 C 156 ILE
3 C 174 GLU
3 C 208 LYS
4 D 28 LEU
4 D 40 ILE
4 D 48 LEU
4 D 76 CYS
4 D 110 GLU
4 D 126 ARG
4 D 156 THR
4 D 170 GLU
4 D 191 LEU
4 D 215 ILE
5 E 12 THR
5 E 13 VAL
5 E 28 LEU
bt E 32 LYS
5 E 57 GLU
5 E 59 SER
5 E 76 LEU

Continued on next page...
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Mol | Chain | Res | Type
5 E 97 ASN
5 E 104 ASN
5 E 121 GLN
5 E 178 ARG
> E 18(D) ILE
5 E 18(F) ILE
5 E 185 ASN
5 E 197 ILE
5 E 199 GLN
5 E 207 LEU
5 E 2(B) THR
5 E 227 GLU
5 E 231 LYS
5 E 233 ILE
6 F 36 THR
6 F 38 ILE
6 F 43 ASN
6 F 74 ILE
6 F 98 SER
6 F 105 THR
6 F 121 GLN
6 F 127 ASN
6 F 169 ARG
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
7 G 72 ARG
7 G 87 ASN
7 G 119 LEU
7 G 121 GLN
7 G 157 TYR
7 G 169 GLN
7 G 184 ASN
7 G 192 PHE
7 G 197 MET
7 G 232 ARG
7 G 233 LEU
7 G 236 ILE
8 H 30 ASN

Continued on next page...
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Mol | Chain | Res | Type
8 H 31 CYS
8 H 34 LEU
8 H 38 SER
8 H 43 CYS
8 H 56 THR
8 H 121 VAL
8 H 144 GLN
8 H 159 ILE
8 H 163 ILE
8 H 197 ARG
8 H 221 ILE
8 H 223 ASP
9 | -8 SER
9 | 29 ASN
9 I 113 PHE
9 I 123 ASP
9 | 155 ILE
9 I 160 LEU
9 I 181 LYS
10 J 6 ILE
10 J 13 ILE
10 J 68 ILE
10 J 70 GLU
10 J 77 GLN
10 J 90(A) ILE
10 J 155 LEU
10 J 177 ILE
11 K 4 LEU
11 K 9 GLN
11 K 74 ILE
11 K 104 TYR
11 K 10(B) | LYS
11 K 138 LEU
11 K 146 LEU
11 K 185 ILE
11 K 189 ASN
12 L -9 GLN
12 L -7 ASN
12 L 14 LEU
12 L 40 ASN
12 L 58 ARG
12 L 70(A) | ASN

Continued on next page...
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Mol | Chain | Res | Type
12 L 82 ASN
12 L 98 HIS
12 L 99 THR
12 L 120 GLU
12 L 138 LEU
12 L 145 TYR
12 L 146 LEU
13 M 4 ILE
13 M 40 ASN
13 M 62 LEU
13 M 91 ARG
13 M 14(A) | VAL
13 M 14(C) | ARG
13 M 14(D) | GLU
13 M 14(G) ILE
13 M 172 ASN
13 M 204 LYS
14 N 41 ILE
14 N 55 ILE
14 N 70 TYR
14 N 84 LYS
14 N 89 GLU
14 N 10(B) | LYS
14 N 119 VAL
14 N 126 ILE

1 O 24 ILE
1 O 32 LYS
1 O 33 GLN
1 O 124 THR
1 0O 158 PHE
1 O 179 ARG
1 O 192 ILE
1 O 210 ILE
1 O 214 ILE
2 P 10 SER
2 P 14 ILE
2 P 38 ILE
2 P 58 LEU
2 P 67 LEU
2 P 71 ASN
2 P 107 ILE
2 P 116 LEU

Continued on next page...
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Mol | Chain | Res | Type
2 P 121 GLN
2 P 135 SER
2 P 150 THR
2 P 156 ASN
2 P 185 LYS
2 P 187 ASP
2 P 192 LEU
2 P 206 THR
2 P 212 PHE
2 P 218 ASN
3 Q 10 ARG
3 Q 33 ARG
3 Q 57 LYS
3 Q 66 LYS
3 Q 87 ILE
3 Q 121 GLN
3 Q 135 SER
3 Q 150 GLN
3 Q 156 ILE
3 Q 174 GLU
3 Q 208 LYS
3 Q 236 ILE
4 R 28 LEU
4 R 40 ILE
4 R 48 LEU
4 R 76 CYS
4 R 110 GLU
4 R 126 ARG
4 R 156 THR
4 R 170 GLU
4 R 191 LEU
4 R 215 ILE
5 S 12 THR
) S 13 VAL
5 S 16 SER
5 S 28 LEU
) S 32 LYS
) S 57 GLU
5 S 59 SER
5 S 76 LEU
) S 97 ASN
5 S 104 ASN

Continued on next page...
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Mol | Chain | Res | Type
5 S 121 GLN
5 S 178 ARG
) S 18(D) ILE
) S 18(F) ILE
) S 185 ASN
5 S 197 ILE
) S 199 GLN
) S 207 LEU
5 S 2(B) THR
5 S 227 GLU
5 S 231 LYS
) S 233 ILE
6 T 36 THR
6 T 38 ILE
6 T 43 ASN
6 T 74 ILE
6 T 98 SER
6 T 105 THR
6 T 121 GLN
6 T 127 ASN
6 T 169 ARG
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
7 U 72 ARG
7 U 87 ASN
7 U 119 LEU
7 U 121 GLN
7 U 157 TYR
7 U 169 GLN
7 U 184 ASN
7 U 192 PHE
7 U 197 MET
7 U 232 ARG
7 U 233 LEU
7 U 236 ILE
8 \Y 30 ASN
8 \Y 34 LEU
8 \Y 38 SER

Continued on next page...
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Mol | Chain | Res | Type
8 \Y 56 THR
8 \Y 121 VAL
8 \Y 144 GLN
8 \Y 159 ILE
8 \Y 163 ILE
8 \Y% 197 ARG
8 \Y 221 ILE
8 \Y 223 ASP
9 W -8 SER
9 W 29 ASN
9 W 113 PHE
9 W 155 ILE
9 W 160 LEU
9 W 181 LYS

10 X 6 ILE
10 X 13 ILE
10 X 68 ILE
10 X 70 GLU
10 X 77 GLN
10 X 90(A) ILE
10 X 155 LEU
10 X 177 ILE
11 Y 4 LEU
11 Y 8 PHE
11 Y 9 GLN
11 Y 74 ILE
11 Y 104 TYR
11 Y 10(B) | LYS
11 Y 138 LEU
11 Y 146 LEU
11 Y 185 ILE
12 Z -9 GLN
12 Z -7 ASN
12 Z 14 LEU
12 Z 40 ASN
12 Z 58 ARG
12 Z 70(A) | ASN
12 Z 82 ASN
12 Z 98 HIS
12 Z 99 THR
12 Z 120 GLU
12 Z 138 LEU

Continued on next page...
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Mol | Chain | Res | Type
12 Z 145 TYR
12 Z 146 LEU
13 1 4 ILE
13 1 40 ASN
13 1 62 LEU
13 1 91 ARG
13 1 14(A) | VAL
13 1 14(C) | ARG
13 1 14(D) | GLU
13 1 14(G) ILE
13 1 172 ASN
13 1 204 LYS
14 2 41 ILE
14 2 55 ILE
14 2 70 TYR
14 2 84 LYS
14 2 89 GLU
14 2 10(B) | LYS
14 2 126 ILE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (198) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 97 HIS
2 B 23 GLN
2 B 71 ASN
2 B 97 GLN
2 B 121 GLN
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 97 GLN
3 C 121 GLN
3 C 125 GLN
3 C 150 GLN
3 C 163 GLN
3 C 209 ASN
3 C 243 GLN
4 D 23 GLN

Continued on next page...
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Mol | Chain | Res | Type
4 D 108 ASN
4 D 114 GLN
4 D 147 GLN
4 D 199 GLN
4 D 211 GLN
4 D 218 GLN
4 D 226 ASN
5 E 33 GLN
5 E 73 HIS
5 E 104 ASN
5 E 114 HIS
bt E 121 GLN
5 E 123 ASN
5 E 125 GLN
5 E 156 ASN
5 E 185 ASN
5 E 199 GLN
5 E 2(E) ASN
6 F 23 GLN
6 F 43 ASN
6 F 90 ASN
6 F 121 GLN
6 F 127 ASN
6 F 192 GLN
6 F 205 ASN
6 F 221 HIS
7 G 34(A) | ASN
7 G 87 ASN
7 G 118 ASN
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 30 ASN
8 H 66 HIS
8 H 85 GLN
8 H 144 GLN
8 H 165 ASN
8 H 172 ASN

Continued on next page...
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Mol | Chain | Res | Type
8 H 190 ASN
9 | 29 ASN
9 I 161 ASN

10 J 54 GLN
10 J 7 GLN
10 J 85 GLN
10 J 112 GLN
10 J 140 HIS
10 J 186 GLN
11 K 9 GLN
11 K 85 ASN
11 K 131 GLN
11 K 174 ASN
11 K 207 ASN
12 L -9 GLN
12 L -7 ASN
12 L 40 ASN
12 L 46 ASN
12 L 61 ASN
12 L 70(A) | ASN
12 L 82 ASN
12 L 85 HIS
12 L 123 GLN
12 L 1(I) ASN
12 L 166 HIS
13 M 10 ASN
13 M 40 ASN
13 M 89 GLN
13 M 149 GLN
13 M 157 ASN
13 M 172 ASN
13 M 191 GLN
14 N 28 ASN
14 N 69 GLN
14 N 145 ASN
14 N 157 HIS
14 N 161 GLN
1 O 97 HIS
2 P 23 GLN
2 P 71 ASN
2 P 97 GLN
2 P 121 GLN

Continued on next page...



Page 80

Full wwPDB X-ray Structure Validation Report

SE4T

Continued from previous page...

Mol | Chain | Res | Type
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 97 GLN
3 Q 121 GLN
3 Q 125 GLN
3 Q 150 GLN
3 Q 163 GLN
3 Q 209 ASN
3 Q 243 GLN
4 R 23 GLN
4 R 108 ASN
4 R 114 GLN
4 R 199 GLN
4 R 211 GLN
4 R 218 GLN
4 R 226 ASN
) S 64 GLN
) S 73 HIS
5 S 104 ASN
5 S 114 HIS
5 S 121 GLN
5 S 123 ASN
5 S 125 GLN
) S 156 ASN
) S 185 ASN
) S 199 GLN
5 S 2(E) ASN
6 T 23 GLN
6 T 43 ASN
6 T 90 ASN
6 T 121 GLN
6 T 127 ASN
6 T 147 HIS
6 T 192 GLN
6 T 205 ASN
6 T 221 HIS
7 U 34(A) | ASN
7 U 87 ASN

Continued on next page...
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Mol | Chain | Res | Type
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 30 ASN
8 \Y 66 HIS
8 \Y 86 HIS
8 \Y 144 GLN
8 \Y 165 ASN
8 \Y 172 ASN
8 \Y 190 ASN
9 W 29 ASN
9 W 64 ASN
9 W 161 ASN

10 X 54 GLN
10 X 7 GLN
10 X 85 GLN
10 X 112 GLN
10 X 140 HIS

10 X 186 GLN
11 Y 9 GLN
11 Y 85 ASN
11 Y 131 GLN
11 Y 174 ASN
11 Y 189 ASN
11 Y 207 ASN
12 Z -9 GLN
12 Z -7 ASN
12 Z 40 ASN
12 Z 46 ASN
12 Z 61 ASN
12 Z 70(A) | ASN
12 Z 82 ASN
12 Z 85 HIS

12 Z 123 GLN
12 Z 1(I) ASN
12 Z 166 HIS

13 1 10 ASN

Continued on next page...
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Mol | Chain | Res | Type
13 1 40 ASN
13 1 89 GLN
13 1 93 ASN
13 1 149 GLN
13 1 157 ASN
13 1 172 ASN
13 1 191 GLN
14 2 69 GLN
14 2 145 ASN
14 2 157 HIS
14 2 161 GLN

5.3.3 RNA (D

There are no RNA chains in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

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 | " RMS7 [ #]2] > 2 | Counts | RMSZ | #]7] > 2
15 | ESY K 2000 | 11 | 44,4444 | 2.10 14 (31%) | 56,56,56 | 2.31 11 (19%)
15 | ESY Y 2000 | 11 | 44,4444 | 2.08 11 (25%) | 56,56,56 | 2.22 14 (25%)
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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 ESY K 2000 | 11 - 0/50/50/50 | 0/2/2/2
15 | BSY | Y |2000]| 11 - 0/50/50/50 | 0/2/2/2

All (25) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
15 K 2000 | ESY | C10-N11 | 6.28 1.48 1.34
15 Y 2000 | ESY | C10-N11 | 5.93 1.48 1.34
15 Y 2000 | ESY | C20-C19 | 5.62 1.59 1.54
15 K 2000 | ESY | C12-N11 | 4.50 1.55 1.45
15 K 2000 | ESY | C20-C19 | 4.42 1.58 1.54
15 Y 2000 | ESY | C12-N11 | 4.29 1.55 1.45
15 Y 2000 | ESY 06-C5 | 3.30 1.53 1.45
15 Y 2000 | ESY | C40-C9 | 3.09 1.61 1.52
15 K 2000 | ESY | C20-C21 | 3.08 1.55 1.49
15 Y 2000 | ESY | C20-C21 | 2.74 1.54 1.49
15 K 2000 | ESY | 06-C5 | 2.73 1.51 1.45
15 K 2000 | ESY | C43-C1 | 2.71 1.45 1.37
15 K 2000 | ESY C2-C3 | 2.60 1.45 1.39
15 K 2000 | ESY | C13-C12 | 2.47 1.59 1.53
15 Y 2000 | ESY | C18-N17 | 2.34 1.38 1.33
15 Y 2000 | ESY | C43-C42 | 2.34 1.44 1.39
15 Y 2000 | ESY | C43-C1 | 2.30 1.44 1.37
15 K 2000 | ESY | C18-N17 | 2.28 1.38 1.33
15 K 2000 | ESY | C40-C9 | 2.23 1.58 1.52
15 Y 2000 | ESY | C13-C12 | 2.20 1.58 1.53
15 K 2000 | ESY | C20-C23 | 2.16 1.57 1.55
15 Y 2000 | ESY | C20-C23 | 2.08 1.57 1.55
15 K 2000 | ESY C3-C4 | 2.05 1.43 1.38
15 K 2000 | ESY | C43-C42 | 2.04 1.43 1.39
15 K 2000 | ESY C7-N8 | 2.03 1.40 1.34

All (25) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
15 K 2000 | ESY C9-N8-C7 9.88 139.92 120.69
15 K 2000 | ESY C10-C9-N8 | -9.22 89.70 111.76
15 Y 2000 | ESY C9-N8-C7 9.11 138.43 120.69

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
15 Y 2000 | ESY | C10-C9-N8 | -8.43 91.59 111.76
15 K 2000 | ESY C5-06-C7 | -4.15 105.41 115.98
15 Y 2000 | ESY C5-06-C7 | -3.86 106.14 115.98
15 K 2000 | ESY | C20-C19-C18 | -3.33 105.38 109.96
15 Y 2000 | ESY | 030-C31-C32 | -3.29 101.09 109.38
15 Y 2000 | ESY | C20-C19-C18 | -3.28 105.45 109.96
15 Y 2000 | ESY | C23-C20-C21 | -3.11 106.55 111.83
15 K 2000 | ESY | C23-C20-C21 | -3.08 106.61 111.83
15 Y 2000 | ESY | C24-C23-C20 | -2.89 106.67 111.69
15 K 2000 | ESY | O30-C31-C32 | -2.84 102.24 109.38
15 Y 2000 | ESY | C40-C9-N8 | 2.80 115.68 110.31
15 K 2000 | ESY | C31-030-C29 | 2.72 121.65 116.37
15 K 2000 | ESY | C24-C23-C20 | -2.69 107.00 111.69
15 Y 2000 | ESY | C19-C20-C21 | -2.56 108.23 111.08
15 K 2000 | ESY | C19-C20-C21 | -2.23 108.60 111.08
15 K 2000 | ESY 06-CT7-N8 2.21 115.88 110.57
15 Y 2000 | ESY 06-C7-N8 2.17 115.78 110.57
15 Y 2000 | ESY | C31-030-C29 | 2.15 120.54 116.37
15 Y 2000 | ESY | 06-C7-041 |-2.13 119.52 124.19
15 Y 2000 | ESY 06-C5-C4 2.09 114.64 109.38
15 K 2000 | ESY | C23-C20-C19 | 2.03 116.82 112.66
15 Y 2000 | ESY | C23-C20-C19 | 2.02 116.80 112.66

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)
There are no such residues in this entry.
5.8 Polymer linkage issues
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%) -0.39 0 | 23, 42, 71, 96 0
1 0 250/250 (100%) -0.37 0 | 29, 49, 76, 97 0
2 B 244/244 (100%) -0.34 2 (0%) 183] 26 | 29,48, 84, 112 0
2 P 244/244 (100%) -0.28 1(0%) f90) 41 | 28,50, 85, 115 0
3 C 241/241 (100%) -0.27 2 (0%) 183 26 | 31,51, 104, 118 0
3 Q 241/241 (100%) -0.20 1(0%) J90) 41 | 37, 56, 105, 118 0
4 D 242/242 (100%) -0.28 6 (2%) 29, 54, 86, 116 0
4 R 242/242 (100%) -0.26 6 (2%) 34, 54, 88, 118 0
5 E 233/233 (100%) -0.32 0 37, 56, 82, 105 0
5 S 233/233 (100%) -0.24 37, 58, 85, 103 0
6 F 244/244 (100%) -0.38 30, 49, 84, 101 0
6 T 244/244 (100%) -0.32 26, 50, 85, 102 0
7 G 243/243 (100%) -0.42 26, 43, 68, 103 0
7 U 243/243 (100%) -0.38 30, 44, 69, 103 0
8 H 222/222 (100%) -0.47 27, 40, 62, 89 0
8 \% 222/222 (100%) -0.45 29, 42, 61, 89 0
9 I 204,/204 (100%) -0.55 26, 40, 57, 73 0
9 % 204,/204 (100%) -0.50 27, 40, 59, 74 0
10 J 198/198 (100%) -0.42 2 (1%) 1791 22 | 25,41, 60, 114 0
10 X 198/198 (100%) -0.43 2 (1%) 1791 22 | 27,43, 62, 116 0
11 K 212/212 (100%) -0.47 23, 41, 55, 69 0
11 Y 212/212 (100%) -0.48 27, 43, 58, 68 0
12 L 222/222 (100%) -0.47 21, 42, 64, 79 0
12 Z 222/222 (100%) -0.47 28, 42, 65, 82 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%) -0.46 22, 41, 58, 66 0
13 M 233/233 (100%) -0.44 26, 43, 59, 65 0
14 2 196/196 (100%) -0.47 23, 39, 61, 74 0
14 N 196/196 (100%) -0.49 26, 38, 59, 72 0
All All 6368/6368 (100%) -0.39 21,45, 79, 118 0

All (25) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
4 D 12(D) | ALA 4.9
4 R 12(F) | GLY 4.0
7 U 240 ASP 3.5
4 R 12(D) | ALA 3.3
3 C 56 LEU 3.2
4 R 12(E) | SER 3.1
3 C 55 THR 3.0
10 X 193 | GLN 2.9
4 D 12(F) | GLY 2.8
10 J 193 | GLN 2.8
8 \Y 223 ASP 2.7
10 X 192 | ALA 2.7
4 D 12(G) | GLU 2.7
4 D 12(C) | GLY 2.5
2 P 217 | ALA 2.5
2 B 218 | ASN 2.5
7 U 6 ALA 2.4
4 R 126 | ARG 24
2 B 217 | ALA 2.3
4 D 12(E) | SER 2.3
10 J 192 | ALA 2.2
4 D 126 | ARG 2.1
4 R 12(G) | GLU 2.1
3 Q 242 | GLU 2.1
4 R 12(C) | GLY 2.1

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

There are no non-standard protein/DNA/RNA residues in this entry.
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6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
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 | RSR | LLDF | B-factors(A?) | Q<0.9
15 ESY Y 2000 | 43/43 | 0.25 - 20,36,45,46 0
15 ESY K 2000 | 43/43 | 0.26 - 20,36,45,46 0

6.5 Other polymers (i)

There are no such residues in this entry.
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