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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.20 A.

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

Metric Percentile Ranks Value
Rfree W 0.330
Clashscore N 30
Ramachandran outliers I 5.5%
Sidechain outliers I 13.2%
RSRZ outliers NN I . 32%
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))
Rfree 91344 1124 (3.24—3.16)
Clashscore 102246 1024 (3.22-3.18)
Ramachandran outliers 100387 1004 (3.22-3.18)
Sidechain outliers 100360 1003 (3.22-3.18)
RSRZ outliers 91569 1129 (3.24-3.16)

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

Mol | Chain | Length Quality of chain

3%

1 A 252 34% 46% 14% . 6%
%

1 O 252 32% 47% T o%
%

2 B 250 43% 45% 10%
O/O

2 P 250 . 44% 45% 9%

3 C 245 44% 42% 129%

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

Mol | Chain | Length Quality of chain
40/0
-
3 Q 245 45% 40% 18%  =»
%
. P ——
4 D 254 46% 35% 1%  + 6%
%
P E—
4 R 254 48% 35% 10% - 6%
5%
I
5 E 260 47% 39% 8% 6%
3%
I
5 S 260 49% 36% 8% 6%
6 F 234 43% 47% 9%
°/°
B ——
6 T 234 45% 44% 10%
20/0
7 G 287 36% 38% 9% 16%
20/0
7 U 287 35% 39% 9% 16%
20/0
. S
8 H 196 38% 48% 13% -
3%
8 Vv 196 39% 47% 13%
20/0
-
9 | 232 44% 42% e i
20/0
-
9 W 232 1% 47% B
0/0
10 J 205 60% 32% 7%
10 X 205 57% 36% 7%
3%
11 K 198 48% 44% 7%
;/o
11 Y 198 51% 43% 7%
;/o
12 L 212 61% 35% o
12 Z 212 58% 37% -
13 M 222 56% 36% 8%
;/0
13 a 222 86% 12%
0/0
14 N 233 40% 45% 14%
;/0
14 b 233 78% 20%
20/0
-
15 C 231 74% 12% 14%
8%
15 d 231 74% 129% 14%

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

Mol | Chain | Length Quality of chain
15 e 231 & 74% A VA
15 f 231 = 74% 2% 4%
15 g 231 % 74% 2% 14%
15 h 231 = 74% 2% 14%
15 i 231 = 74% 2% 4%
15 ] 231 = 74% 2% 4%
15 k 231 = 74% 2% 4%
15 | 231 — 74% 2% 4%
15 m 231 & 74% 2% 4%
15 n 231 & 74% 2% 4%
15 0 231 & 74% 2% 4%
15 p 231 & 74% R VT

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

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
16 MG H 1002 - - - X
16 MG J 1005 - - - X
16 MG X 1012 - - - X
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2  Entry composition (i)

There are 16 unique types of molecules in this entry. The entry contains 70622 atoms, of which 0
are hydrogens and 0 are deuteriums.

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

e Molecule 1 is a protein called PROTEASOME COMPONENT C7-ALPHA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 238 Tg ;ail 1 1C97 31?4 3C6)2 2 0 0 0
1 0 238 Tg ;ail 1 1C97 31?4 3C6)2 2 0 0 0
e Molecule 2 is a protein called PROTEASOME COMPONENT YT7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 247 112 gaé] 1 1088 31(\)I9 3(6)8 g 0 0 0
2 P 247 TZ g;l 1 1088 31(\)I9 3(6)8 g 0 0 0
e Molecule 3 is a protein called PROTEASOME COMPONENT Y13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 ¢ 241 112 2&1 1 1(;30 3?2 3(;3 2 0 0 0
3 Q 241 112 2&1 1 1(;30 3?2 3(;3 2 0 0 0
e Molecule 4 is a protein called PROTEASOME COMPONENT PRES.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 b 239 112 232“1 1 1(253 31;6 3(29 i 0 0 0
4 R 239 112 2321 1 1(253 31;6 3(29 i 0 0 0

e Molecule 5 is a protein called PROTEASOME COMPONENT PUP2.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g b 244 1871 1168 316 380 7 0 0 0
Total C N O S
g S 244 1871 1168 316 380 7 0 0 0
e Molecule 6 is a protein called PROTEASOME COMPONENT PRES5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 F 233 1795 1129 312 350 4 0 0 0
Total C N O S
6 T 233 1795 1129 312 350 4 0 0 0
e Molecule 7 is a protein called PROTEASOME COMPONENT CI.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 G 240 1869 1188 326 351 4 0 0 0
Total C N O S
7 U 240 1869 1188 326 351 4 0 0 0
e Molecule 8 is a protein called PROTEASOME COMPONENT PRES3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 H 196 1510 954 250 299 7 0 0 0
Total C N O S
8 v 196 1510 954 250 299 7 0 0 0
e Molecule 9 is a protein called PROTEASOME COMPONENT PUPI.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) I 222 1684 1061 293 323 7 0 0 0
Total C N O S
) w 222 1684 1061 293 323 7 0 0 0
e Molecule 10 is a protein called PROTEASOME COMPONENT PUP3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 J 204 1581 1010 258 305 8 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 X 204 1581 1010 258 305 8 0 0 0
e Molecule 11 is a protein called PROTEASOME COMPONENT C11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 K 198 1585 1005 269 305 6 0 0 0
Total C N O S
1 Y 198 1585 1005 269 305 6 0 0 0
e Molecule 12 is a protein called PROTEASOME COMPONENT PRE2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 L 212 1646 1045 282 312 7 0 0 0
Total C N O S
12 Z 212 1646 1045 282 312 7 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
L 33 ARG LYS ENGINEERED | UNP P30656
Z 33 ARG LYS ENGINEERED | UNP P30656
e Molecule 13 is a protein called PROTEASOME COMPONENT C5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 M 222 1757 1115 303 335 4 0 0 0
Total C N O S
13 a 222 1757 1115 303 335 4 0 0 0
e Molecule 14 is a protein called PROTEASOME COMPONENT PREA4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 N 233 1824 1154 312 351 7 0 0 0
Total C N O S
14 b 233 1824 1154 312 351 7 0 0 0

e Molecule 15 is a protein called PROTEASOME ACTIVATOR PROTEIN PA26.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 ¢ 198 ?gt;;l 9%0 216\317 2(36 g 0 0 0
15 d 198 ?5531 930 216\317 2(36 g 0 0 0
15 ¢ 198 Tgt;s;l 9%0 216\317 2(36 g 0 0 0
1o f 198 Tg;aél 920 216\317 2(36 g 0 0 0
1o & 198 ?gtzaél 920 216\317 2(36 g 0 0 0
1o h 198 Tgtzaél 920 216\317 2(36 g 0 0 0
1o i 198 Tgt;él 920 216\317 2(36 g 0 0 0
15 ] 198 Tgt;él 9(630 216\317 286 g 0 0 0
15 k 198 Tgt;él 9(630 2127 2(36 g 0 0 0
15 : 198 Tgtzaél 9%0 2127 2(36 g 0 0 0
1o o 198 ?gtzaél 9%10 2127 286 g 0 0 0
15 t 198 ?gtzaél 9%0 2127 286 g 0 0 0
15 © 198 ?gtzaél 9%0 2127 286 g 0 0 0
15 p 198 ?gtzaél 9%0 2127 286 2 0 0 0

There are 28 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
c 49 VAL THR | see remark 999 | UNP Q9U8G2
¢ 226 THR SER | see remark 999 | UNP Q9U8G2
d 49 VAL THR | see remark 999 | UNP Q9U8G2
d 226 THR SER | see remark 999 | UNP Q9U8G2
e 49 VAL THR | see remark 999 | UNP Q9U8G2
e 226 THR SER | see remark 999 | UNP Q9U8G2
f 49 VAL THR | see remark 999 | UNP Q9U8G2
f 226 THR SER | see remark 999 | UNP Q9U8G2
g 49 VAL THR | see remark 999 | UNP Q9U8G2
g 226 THR SER | see remark 999 | UNP Q9U8G2
h 49 VAL THR | see remark 999 | UNP Q9U8G2
h 226 THR SER | see remark 999 | UNP Q9U8G2

W

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

Chain | Residue | Modelled | Actual Comment Reference
i 49 VAL THR | see remark 999 | UNP Q9U8G2
i 226 THR SER | see remark 999 | UNP Q9U8G2
j 49 VAL THR | see remark 999 | UNP Q9U8G2
j 226 THR SER | see remark 999 | UNP Q9U8G2
k 49 VAL THR | see remark 999 | UNP Q9U8G2
k 226 THR SER | see remark 999 | UNP Q9U8G2
1 49 VAL THR | see remark 999 | UNP Q9U8G2
1 226 THR SER | see remark 999 | UNP Q9U8G2
m 49 VAL THR | see remark 999 | UNP Q9U8G2
m 226 THR SER | see remark 999 | UNP Q9U8G2
n 49 VAL THR | see remark 999 | UNP Q9U8G2
n 226 THR SER | see remark 999 | UNP Q9U8G2
0 49 VAL THR | see remark 999 | UNP Q9U8G2
0 226 THR SER | see remark 999 | UNP Q9U8G2
p 49 VAL THR | see remark 999 | UNP Q9U8G2
p 226 THR SER | see remark 999 | UNP Q9U8G2

e Molecule 16 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

16 G 1 Total - Mg 0 0
11
Total Mg

16 ] 2 A 0 0

16 H 1 Total - Mg 0 0
11

16 I 1 Total - Mg 0 0
11

16 \% 1 Total - Mg 0 0
11

16 | W 1 Total - Mg 0 0
11

16 Z 1 Total - Mg 0 0
11

16 a 1 Total - Mg 0 0
11

16 U 1 Total - Mg 0 0
11
Total Mg

16 X 2 Ty 0 0

16 I 1 Toltal l\qg 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
16 M 1 Tofal hfg 0 0
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.« 6%

14%

46%
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34%

3%

Chain A: .

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.
e Molecule 1: PROTEASOME COMPONENT C7-ALPHA

3 Residue-property plots (i)

Page 11

791
€91

T9a

980

44l

%S
T¥N
01

9EN
SEL

€EX

TEY

8CTA

9CL

44

e
T2d
0ozs
674

LTL

15231
0711
6ETA

EETR

1€TY

6CTL

211

et 8
¥C11
ETIN

1T

L8TH

S8TH

€813

T8TN

8LTI
L.78
9LTh

€L1d

TLTL
0LTY
69TL

99TR
SOTH

E€9TR

082a

8%2I

S¥eTT

€¥vca
(444

9€TT
SETL

£€ecd
TETH
Teea
0€TH

8TTY
LTTA
9TeTH
STTA

{44y

L1TH
e 91CL
STTH

e Molecule 1: PROTEASOME COMPONENT C7-ALPHA

0TZH

. 6%

14%

47%

- ™
™ ]
- £

32%

3%

Chain O: -

€91

9@

L

L9)
950
ity
$a1

TGA

080

v
SPA
44l

%S

0%

9EN
GEL

6cd
8CTA

< ©
I3 I3
~ -

e
T2d
0zs
674

442

13291
0%1I
6ETA

SETH

€ETR
CTETY
TETY

6CTL

LTI

STIs
iZa%
E€TIN

TTIH
0ZTd

L1T1

€11d
CTTH

i

[0

8631

T64

88d
181

€8A
T8A
T8I

6.1

L4
9.8

3

TLI
TLE

o)
©
=

89L

80CL
0TI

9024
vocH
€0CA
20oTA

ooza

66TH

8671S

S6TN

261d

06T

® L8TY

S8TH

€873
2811
T8TN

8LTI
1278
9.LTh

€.1d

TLTL
0LTV
69TL

99Tk
S9TH

L1TH
91¢L
® S1T)

0TZH

10%

45%

RLDWIDE

erpBe

43%

2%

e Molecule 2: PROTEASOME COMPONENT Y7
Chain B: u

TLI

69d

99T

LS

S4T

671

LyL
oYY

478
gvA

1

9€D

9TL

wev
TR

ozh
619
811

crd
TTL

61

Ld

0O
PROTEIN DATA BANK

W


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

1IFNT

+~
[
Q
o
D
o'
o}
S
-+
<
>
G
-
<)
s}
=
+~
Q
=
[
-+
n
>
<
D
~
an)
]
ol
E
=
=
£

Page 12

8YIX
L9171

SyT4d

eYIN

8ETH

9€TI
SETT
YETT

CETA

0€T4

8CTY

611D

L

TTIA
0111

80T

+

€072

664
8631

S6L

T6A

3

883

TTet
12T
ogea
61Cd
8TcN
L1238

¥1eI
€121
(4144
4
oteca

0ozA

9611

6LTH

jZA XS
E€LTL

€91V
ToTL
19TV
09Ty
6GTH
89Td

SGTS

29Td

0STA

PROTEASOME COMPONENT Y7

8¥%cH

SHTa

[444cS

6€TL
8€TT
LETA

e Molecule 2

0/ o

9%

45%

44%

Chain P

69d

L9T
99T

oA

191

9TL

wev

crd
TTL

0€Td

82T

611D

3

TLI

j4428

(444
1221
0zza

8TCN
L1238

¥1cI
€1el

1611
06TH
6811

L810d

9811
812

+
i

08TN
6LTH

+
i

iZAY:S

ggqT1s

29Td

8%cH

SyTa

{44

+

PROTEASOME COMPONENT Y13

8€TT
LeTH
9oecH
gecd

TETH
T€TH
ogea
62CL

e Molecule 3

L2TI
9TTH

2%

12%

42%

44%

Chain C

OLY

LI

TLa
0LN

89%

991

298

09a

©
It}
5]

+

991
SGL
%98

0gy

6CI

§£29

12h

611

STd

€9TI

09TH

LGTX
9GTN

€G61d
2SN

L7Th
9%TA

£v1Yd
cv1a
13419

9ETI
SETA

EETA

T€T4
0€1d
6214
8T11

e

6114

&

0€Td

8CTH
Pkdd}

STTA
{44

@ <2Izgca
TTTN

912l

€1cd
(434S
12T
0T2H

80Tk

€0Ts
zoza
T0TL

66TY
861S
L6TT
96TL
S6TY

€61V
2611
T613
0671

L81a
98TA

€810

811

8LIH

L

9LT1

vLIL
€LTD
TLIV

e Molecule 3

0L1s
6971

S9TA
918

TveH

8€TI
LETa

veTH

PROTEASOME COMPONENT Y13

4%

13%

40%

45%

Chain Q

0LN

89)

99T

298

09a

883

98T

%34S

8y

e}
<
=

II :
<+
e

(449

o
<
<

6EN

621

(29

12h

61T

ST1d

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IFNT

Page 13

TP1Q

*

LETR
9ETI
SETA

EETA

TeTd
0€Td
62TH

61TY

LLA
LY

€L1

TLQ

0T

8TTH
Phédi]

SgTA
444

{4444

L1icH
9121

e€1ed
creca
17¢1
0TCH

80Tk

€0TS

8TH

8LTW

9LT1

BLIL
€LTH

0LTS
69TL
89TN

S9TA
%918
€911

i

8€CI
LETA

vecH
£€Th

PROTEASOME COMPONENT PRE6

e Molecule 4

>°/0

6%

1%

35%

46%

Chain D

531
£9%
e 291

LEX
9EA

II<=
@ II
[

8y
LTA

etact
21

TTA

610

L11

T1d

- N D ©
© 0 (2] o o
a [ I~ |

6S
81
LY

091
69TH

H

TS13

cvia

SETI

CEIS

9TTIA

(4411}

6174

9TTA

YTV

CTTA

6071
80TX
LOTE

6LN
8LT

62CI
8gcH
Lgea
92TS

%2T1

€1cl
(4545

0121

Locy
902D
S0TL

£0CA

0021
66711
86TS

96TA
w611

€6TH
CTETA

0673

88TA

+

081d

8LTIN

9,14

A%

TLTY
TLTA
0LTL

€9TL

o zwved
1544)]

LETH

SeTh

E€ETA

e Molecule 4

1€2h

PROTEASOME COMPONENT PRE6

2%

6%

10%

35%

48%

Chain R

+

TLA
TLA
OLH
69S

994

oA

H

29s
T9d

LEX
9EA

+

8y
LTA

etact
21

TTA

610

L11

T1d

81

€9TL

091s
69TM

TS1H

SP1d

8ETd

8¢1d

9TTA

YTV

CITk

6071
80Tk
L0Td

66L

L64

981

3

780

6.LN
8.1

SgTh

EETA

1€20

6221
8TcTH
pRé4CS
9TTS

¥Te
344

€ICL
(4293

072I

0021
6611

96TA

7671

CT6TA

0673

88TA
L8TL

+

€874

081d

8LIN

9LTd
i ZAY:S
CTL1Y

TLIA
0LTL

€2l

574l

6€TH

LETH

PROTEASOME COMPONENT PUP2

e Molecule 5

6%

8%

39%

47%

5%

Chain E:

991

91

3

092

LSd
9GS

92
0GA

81

10 ©
< &
S >

<
B
=]

o
S
[ 2]

0%I
8€I

LEY
9EL

0zY

814

918

i

8L

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IFNT

Page 14

S9TA

1918
091d

8GTV

9914

910
€9TA

18510

1L
529
(4491
15431
o%TA

LETd
9ETH

CETH

i431]
€TTL
TITI
TTIS
0173

80TN

984

8L

8ecH
LETY

SeTH
vecH

T€TX

8zcd

1220
0zzs
6121

L4

(414

L0ZA

S0TH
%021
€021
0Ty

00zA

L61d

S6Td

€671
CT6TL

06TS

LBTH

S8TN

*

08Th

8L1D

*

TLTY
0LTYH
69TV

LOTR
99TH

6%cy

Svca
444
£%2C1
[4 448
TveH
0%2I

PROTEASOME COMPONENT PUP2

e Molecule 5

6%

3

8%

36%

49%

3%
-

Chain S

L 3

¥9I

093

L8d
98s

3

[4:¥'8
189
0GA

8%T

0%I
6€D

LEY
9EL

EET

1€I
0EY
622

LTS

LOTR
9974
S9TX

8GTV

9674

»STh
€914

TS1a

449}
€711
(47248
15234
ovIA

LETd
9ETH
SETS

CETH

231
€TTL
TIT1
TT1S
0113

*

80TN

L6A

063

98y

3

feiac
j4%4)
£%C1

THeH
021

LETY

geeH
vecH

T€TK

8zcd

-

0ZTs
6121

9TCN

v12H

@ T1iTl

L0ZA
90zh
g023
%021
€021

0ozA
S6Td
CT6TL

1671
061S

88TH
L8TH

S8TN

08Tl

8LT1D

TLTY
0LTYH
69TV

6%CV

PROTEASOME COMPONENT PRE5

e Molecule 6

9%

47%

43%

*

Chain F

8LY

L1
€LS

o
=
=

893

¥9I
€91

09b
68K

991

eiics
¥sa

921

¥Th
£2d

12h
119
9TL
aTd
TTA

9k

€4
[

TSTD
0STS
6%1d

SPTT
w911

8€1d

SETI
YETL

CETT
T€TD
O0ETA
621D

L21d
oTTd

440
E€CTTR

8TTY
LTTD

€110

1111
OTTH

SOTA

€071
coTyH
T0T¥
00TN

©
®
=

©
»
©n

e
o
>

[4:)

98N

6.d

(444

L12D
9TCA

414
€1el
{4543

0TZN

80CA

9021

£02a

+

6610

L6TI
Y6TA
T6TY

T614
0671

8813

€810
28TI
814
087I
6.14
8LTL
LL1a

TLIA

691X

€ETR
TETH

0ETA
62TV

e Molecule 6

LTTH

PROTEASOME COMPONENT PRE5

10%

44%

45%

€LS

0L

SPTT
A%

6ETY

GETI
PeTI
€ETT
CTETT
TETD

621D

Lg1d
9ZTYH

iZq%]
E€TTR

8TTY
LTTD

€110

TITT

LOTYH

SOTA

€071

TOoTY
00N

86A

96S

Y64

260

L

98N

781

284

08a
6.d
8LV

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IFNT

Page 15

L12H
9TCA

ja14 4
€121
{4143

80TA

9021

£0za

L

66T0

L6TI

Y6TA

(434
1611
0671

88Td

® €810
T8TI

08TI
6L74
8LTL
LL1a

SLTL

TLIK

Ll

09TV

8GT1H

99T
PSTL
€9TA

1STD
0STS

ALY S

L

e Molecule 7

0E€TA

LT2TH

czed

PROTEASOME COMPONENT C1

16%

3] 0
© ©
II== II = II

9%

38%

36%

TLY

R
©
-

190

90
09d

YL

T8
09
670
i )
PAZS
oA
ShA
it

0
ovy
6€1

SEL
YEL

0E€A
62y

LTA
Ty
STk

E€TA

114

N mmw ©
@ — o
=] ©v v A

94Ts
2]

1818
0871
67TH
8YTL
AN

3

(445

8ETH
LETA

SETL

*

oTTN
STTX
44 %
€TTL
CTTH
12TV

+

812D

9128

€121

0t1ea
60T)
80cH

90ZN

00TX
66TI
86TI
LBTH

61D
£6TY

T6TV

€81d

SLT1
ZA%S

TLTY
TLTY
® OLIS
691h

L9179

S91D

*

6STA
861D

98TR

Ly

LTTH

PROTEASOME COMPONENT C1

e Molecule 7

>°/O

16%

9%

39%

35%

Chain U

CTLH

694
894

994

674
Eidd
PAZS

< 10 ©
< & &
B > >

L
Ll

[428
%0
(i
6€I

SEL
YEL

0EA
62y

LTA
oty
SR

E€TA

~
@
w0

124

91d
S18

E€TA
® TIS

3

o
©
o

8a

1813
0871
67N
8¥IX
PAAN

8ETD
LETA
9€TI
SETL

L
i

0€Td
62TY

STTA

[445:S

911D

231

601d
8071
L0Td

S01d
7071

007y

[ 4

68N

Sy
)
[

08T

LLR
9LA

€LI

8120

91CS

€121

0Tza
602Y
® 8o0cd

90z
@ Soza

£0CH

00TX
6671
8671
L6TH

7610
€6TY

1818
® 9811

€81d
C8TH

8LT1T

9L13
SLT1
A%

L91H

991D

Lyl

€72l

ved
oveca
6€TI

Leza
9ezh
qezT

T€TH

0gTA
62cd

61CS

PROTEASOME COMPONENT PRE3

e Molecule 8

20/ il

13%

48%

38%

Chain H

0LX
690

L9L
99L&

o=

TOk

6GA
841

i)

€6b

67V
8%s

%0

ThH

(028

€11
CTTA

61

o
LL

< ©
ZI>

€1

TL

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IFNT

Page 16

064
68N

L8R
980

PROTEASOME COMPONENT PRE3

ved

e o]
<5}
—
=
O
D
—_
=
[ J

TLD

9671

v61d
€6TL

c°6TE
7610

€8TA
281D

LLTA
9LTA
SLTH

TLID
0L1D

€971

o

6971

LSTH

0813

A% S

3

LETR

13%

47%

39%

3%
L

Chain V

SLL
LS
€Ld

3

TLD

0LX
690
LOL
99K

631

LL

9A
e

€I

TL

AT S

LETR

PETI

TETS

6218

[4a %)
TTIH
OCTH

8118

)

P11d
€171

701d

® <07k

L6I

S6Y
P61

0631

98D

784

84

LLL

9671

612
€671
2612
T61d

€8TA
281D

LLTA
9LTA
SLTW

TLID
041D

GOTH

PROTEASOME COMPONENT PUP1

€971

68711

LGTH

e Molecule 9

20/ il

8%

42%

44%

Chain I

LY

0LL

99H
S9T
Akt

TON
198

661
861

9GL
GSA

oeic
TSL
T&a
0SY

8¥L

id
S%D
44l

8€S

GEH
PET

OEN

€29

1L

v01a

= o m
o o o
-
< o >

661

L6X

e

E€6H

181

asb
83
€81
T8I
180
08T

8.8

vLd

@® <dtaa
1220

L673

€GN

PROTEASOME COMPONENT PUP1

e Molecule 9

2%
B

7%

47%

41%

Chain W

99H

o1
€91

-
©
©0

691

©
10
|

9GL

0
10
=

et
[4:08
18a
0SY

8L

oY
S¥D

€%

8€S

SEH
ve1
£en

+

=
N
o

—
s
2]

)
-
[

L1a
9TV

CTA

0TN
6N

LA
9A

o ¢ 10
H >

TL

SETH

80TS

L6

3

E€6H
6D
160

18T

a8
83
€81
z81
18h
081

LLA
9LA

YLd

cLY

0LL

8TTA

g g4cs

00zb

L6713
967H

€61d
T6TL
T611
061X
681N

981X

781V

[419)

0s1a
6712

LYTL

Sv1a

TvIH

czea
1220

PROTEASOME COMPONENT PUP3

e Molecule 10

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IFNT

Page 17

7%

32%

60%

©Q
©
=

09&

~
0
=

a1
€91
[4<h"
TSA

4749
€%D
(4748

LEX

een

0N

1

ferdi}

02T

©
b
M|

91D
STV

®

o
=
a

©
] ©« ™ a
[-% = &

€971
6STS

PS11
€410

0813
6711
8YTIN

ovTa
SYTR
P11

(445"

07T

LETT
9ETh

EETV

0ETS

8CTI

9z1a
STTA

ecta

0Z10

T4

TOTY
00TA

064

1

€8S

181
080

8.4

1

PROTEASOME COMPONENT PUP3

E€6TH

¥81a

e Molecule 10

T8TI

8LIA

SL1D

691a

7%

36%

] N~ O
0 10 0 ©
BB &= >

—
57%

©
-
=1

Chain X

6LL

o & €O P~ [ O .
© © © © ~ ~ ~
= 4 S| [ a [N

TSA

+H

LEX

YEL
e

0€X

L

€zh

02T

91D

< w0
S -
H o=

<+ -
| © )
©v &= &

T
A

~ ©

€971

6G1S

911
€910
2e1d
TS1d
0873
6711
8YIN

el s

L

E6TH

6814
88TY

e Molecule 11: PROTEASOME COMPONENT C11

810

1811

8LTIA
LLTA

SL1D

TLTT

691a

7%

44%

48%

3%
=

Chain K

o
~
]

891

Ll

99k
991

ZON

6SI

S¢S

Ta
T-W

TSTH
0sTa

0714

LETA

SETS

E€E€1D

1ETY

6LA

LLD

S.S
PL1

TL0

PROTEASOME COMPONENT C11

S61h

® €61a

061h

98TH

3

6.171
8LIA

OLTH
SLT4

TL1d

8973

e Molecule 11

0/ o

7%

43%

51%

Chain Y

{43

0€S

S¢S

814

STv
A%
€11
CTTA

0o1a

R
Lo
= A

agTd
TSTL
TSTH
0S1a
SHTH

(AT
6ETL

SETS

€ETH

TETY

8CTd
LTT1

€CTL
2TId
1211

6110
8111
LTTh
9TTA
8111
v11E

(4358

60T

20T1

66A

3

AL
T6I
06S
6831

181

g8b

284

6LA

LLD
9.d

® G6Th

€61d

06Th
S8TY
08TA
6LTI
8LTA

SLTd

89713
L9711

79TA
T9TH

0971
6GTT

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1IFNT

Page 18

e Molecule 12: PROTEASOME COMPONENT PRE2

°/ o

Chain L: .

35%

61%

86D
LB6W

G8N

:
II ©
0

9LA

il

0Ld

99H

©
Ire}
=

N~ D Em® $ 10
st + 10 10 10
S < om =

STH

Ty1

3

8EN

oo
GEI

€ey
(48
TEA

3

TN

614
81S

e

9TA

6614

9671

T6TH
06TN

98TI

€810d
[4:] %

9LTIN
SLTA

911
1971

69T

2SeTa
T1STd

6718
8YT1

OYTH
SYTH
4429
0711
PETL
1€TS
SgTa
i£4 %]
€TTH
(441
12Td
811d

14229

0TTd

80Td

i

70TA

{4

00THW
66L

TicI
0TZA

80CN
L0Td
902s
20TH

002ZA

PROTEASOME COMPONENT PRE2

e Molecule 12:

37%

58%

Chain Z:

€11

9871

€810
2812

LLTT
9LIN

2911
T9T1

6GTY
8GTY

2a1da

6%1S

OFIN
SHIA
47429

0%11

Ll

TEIS

gcia
445
€CTA
(4491
j14%'

L1TS

12229

-

0T1d

8072

3

Y0TA

2010

00TH

869
L6

163

680
884

0TCA

80¢TN
L0cgd
90cs

[4o4cs

e Molecule 13: PROTEASOME COMPONENT C5

00zTA
66T

9671

T6TH
06TN

8%
il

36%

56%

Chain M:

T6a

6%V

9PN

€971

T9TH

LSTD

SGTL

[4:] %)

PAATS

SYTA

6€Td
8ETW
LETI

SETS
EETV

(434
TE€TD

62TV
8TTYH

9zTh

iz4%'

1218

6TTA

L1110
9TTd
ST1S
i24398
ETTA

TT1D

SO0T1

2oTI
T0TI

66H

96k
S6d

Yo
@)
H
Z,
S
Z.
€120 O
S
o
omﬁ @
7673 e
| =
1610
0619 %
68TA =
88Tl
18TI =
98TH -
1 Q
€8Tl
I
8418
9LT4 B
|
gLTT g
TLTA =
0473 o
L egra D
89TA MO
_————__ [

%

Chain a: .

12%

86%

*

S0TH

3

002y

9971
S9TA

LGTD

1

£YIN
(441
l32%¢
vEIY
9Z10

£€21d

0071

e Molecule 14: PROTEASOME COMPONENT PRE4

0

14%

45%

40%

O/ o

Chain N: .

D E

L DWI

SPDB

PROTEIN DATA BANK

W



1IFNT

Full wwPDB X-ray Structure Validation Report

Page 19

€9A
291
9@

89T
L84
eleic
GSI
YSH
€60
TGH
T8Q

671

L%

SPI

£PA

TETS

*

LTTA

€TIN

Ll

TTIA
0ZTY
6171
8114
LTTD

ST11D

(434}

011D

80TA

90TI
SOTV
YOTN

[40%)

00TN

8631
L6S

S6Y

T6H
T6A

3

L8X
9831
984

z8S
18d

690

1

G931
oL

T0TH
00cd
66TL
86T1

T6TI

06TV
6811

1814
98TN

7818

T8TH
18TV

i ZA%)

TLIN

89TV
L9173

TOTA
1911
09TL

8GTd
LSTI

GGTS

8YTH

911

154414

LETD

SETV
PETT
€ETL

20%

78%

+

°/ ol

e Molecule 14: PROTEASOME COMPONENT PRE4

Chain b:

§eel
1449,

L

81Ty

e€1cd

80z

5

gocn

00cd

Ll

PROTEASOME ACTIVATOR PROTEIN PA26

28T

6.T4

9LT1

1911

£4TYH

TSTA

911

S¥1d

HHIN

{44411

14%
14%

12%
12%

PROTEASOME ACTIVATOR PROTEIN PA26

e Molecule 15:
e Molecule 15:

AL S

R4S

8ETL

0ETH

(4%

€014a

Tl

j24di]

9TCH

€871

14%

12%

74%

PROTEASOME ACTIVATOR PROTEIN PA26

e Molecule 15:
8%
[ ) 000

Chain e:

EVTR

8ETL

0ETH

0211

€0Td

06L

el

9za

0Zs

¥1a

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



Page 20 Full wwPDB X-ray Structure Validation Report 1IFNT

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26
3%
Chain f: - 74% 0% %

saests 2
e R

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26

R146 @
1183
w216
Q221
T224

D14

1
520

|
E26

|
Q34
E35

|
Ad4

|
H4T

|
Y55 @
G56

| RS7T
A58
Q59
| As0

E61
K62
563

|
L68

|
Q72

|
T90

|
D103

|
L120

|
K130

|
T138

|
R146 ©

D227 ®

L183
H216
0221
T224
R

3%
3 - I
Chain g: 74% 12% 14%
e o o o
(2] o o © ©
< o mmo 0 L0 0 © w0 O O 00 N O O N e o

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26
3%
Chain h: - 74% % %

Di4

|
520

|
E26

1
Q34
E35

|
K44

|
H4T
Y55 @
G56

| RST
A58
Q59
S0

E61
K62
s63 @

|
L68

|
Q72
TQO
D103
L120
K130
T138
R146 ©

® © - <+ ~
e N
- o ) o o
| = o B a

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26

3%

. . - I
Chain i: 74% 129% 14%
[ ) [ ) [ ) ) [ ) [ )
& O O 1D D O 0 0O o O 0 m O m O W O N 6 o o
ﬂ-N-N-mm-d'-ﬂ‘ o A www-w-h-m-ﬂ-ﬂ-ﬂ-ﬁ-ﬁ-ﬂ
(=} w0 = o Mm i == ] - [SSES 7) =1 o B (=} =1 Ed = > -

™ O N~
Ot QY N QY
- o o N N
A = o B A

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26
5%
Chain j: - 74% A VA




Page 21 Full wwPDB X-ray Structure Validation Report

Q34
E35
A44
HAT

°

°
Y55
G56
A58
Q59
E61
K62
S63
168
Q72
TQO
L120
K130
T138

Y143 0

D14
S20
E26

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26
5%
Chain k: - 74% A V7

o

E26

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26
6%
Chain [: — 74% 2% %

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26

6%
hd - I
Chain m: 74% 129% 14%
[ ) [ ) [ ) [ ) [ X ] [ )
©
O O W0 N 0 o 0 O = O M o N O O AN M, <
-~ o oN oM m < < 0 w0 n w 0 O O ow N~ O @9H - - -~
(=] w0 m o M| - == - o - o m o =1 o B 1] "

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26

6%
. - I
Chain n: 74% 12% 14%

< mm o mm© <& 0 S -~

- S™8 ™ M + &

a ©n 3] o < =
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIiIiIiI-. -IIII- IIII IIiIIII

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26

Y55
G56
A58
Q59
E61
K62
563
L68
072
T90

L183
H216
Q221
T224
D227



Full wwPDB X-ray Structure Validation Report 1IFNT

Page 22

e 9%1¥

14%
I.

8ETL

0E€TH

12%
-

0Z11

1

e Molecule 15: PROTEASOME ACTIVATOR PROTEIN PA26

€010a

[ | L3ea
06L 1
[ | %3CL
TLh 1
[ | 128h
891
|
£98
(4]
198
| ogv
63b
8y
L

74%

6%
L
[

Chain o:

10%

14%

11%

74%

Chain p:

e 9%1¥

(4%

€014a

Tl

j24di]

O

R LDWIDE
PROTEIN DATA BANK

W



Page 23

Full wwPDB X-ray Structure Validation Report

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 192.96A 232.13A  296.77A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 50.00 — 3.20 Depositor
Resolution (4) 30.84 — 3.22 EDS
% Data completeness 86.6 (50.00-3.20) Depositor
(in resolution range) 88.2 (39.84-3.22) EDS
Rinerge 0.11 Depositor
Rsym 0.11 Depositor
<IJo(l)>" 2.19 (at 3.25A) Xtriage
Refinement program X-PLOR 3.851 Depositor
R R 0.255 , 0.325 Depositor
» Phfree 0.267 ., 0.330 DCC
Rfree test set 1028 reflections (0.54%) DCC
Wilson B-factor (A?) 71.3 Xtriage
Anisotropy 0.529 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.30 , 78.6 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| >=045, < L[?*>=0.28| Xtriage
Outliers 0 of 189495 reflections Xtriage
F,,F. correlation 0.88 EDS
Total number of atoms 70622 wwPDB-VP
Average B, all atoms (A?) 77.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.14% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

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

MG

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 | p\ (57 #1% >5 | RMSZ #éy >5
1 A 0.66 0/1018 0.88 | 1/2597 (0.0%)
1 0 0.63 0/1018 0.88 | 1/2597 (0.0%)
2 B 0.65 0/1903 0.86 | 2/2578 (0.1%)
) P 0.64 0/1903 0.87 | 1/2578 (0.0%)
3 C 0.66 0/1897 0.88 | 2/2569 (0.1%)
3 Q 0.68 0/1897 0.88 | 2/2569 (0.1%)
1 D 0.64 0,/1890 0.90 | 4/2560 (0.2%)
1 R 0.64 0,/1890 0.91 | 5/2560 (0.2%)
3 E 0.68 0/1896 0.84 0/2555
5 S 0.68 | 1/1896 (0.1%) | 0.84 0/2555
6 F 0.59 0/1823 0.82 0/2463
6 T 0.64 0/1823 0.83 0/2463
7 G 0.62 | 1/1908 (0.1%) | 0.80 0/2576
7 U 0.61 0/1908 0.80 0/2576
8 H 0.63 0/1539 0.82 0/2084
8 \% 0.62 0/1539 0.81 0/2084
9 T 0.64 | 1/1715 (0.1%) | 0.83 | 1/2326 (0.0%)
9 W 0.62 0/1715 0.82 0/2326
10 J 0.65 0/1611 0.88 | 1/2174 (0.0%)
10 X 0.65 0/1611 0.88 | 1/2174 (0.0%)
11 K 0.70 0/1613 0.84 | 1/2173 (0.0%)
11 Y 0.68 0/1613 0.84 | 1/2173 (0.0%)
12 L 0.67 0/1683 0.87 0/2277
12 Z 0.66 0/1683 0.87 0/2277
13| M | 065 0/1795 0.87 | 1/2420 (0.0%)
13 a 0.68 0/1795 0.86 | 1/2420 (0.0%)
14 N 0.63 0/1855 0.88 | 1/2514 (0.0%)
14 b 0.65 0/1855 0.88 | 3/2514 (0.1%)
15 c 0.63 0/1551 0.78 | 1/2099 (0.0%)
15 d 0.64 0/1551 0.79 1/2099 (0.0%)
15 e 0.64 0/1551 0.79 1/2099 (0.0%)
15 f 0.63 0/1551 0.80 | 1,/2099 (0.0%)

O R L D

W I DE

PROTEIN DATA BANK



http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry

Page 25 Full wwPDB X-ray Structure Validation Report 1IFNT
. Bond lengths Bond angles

Mol | Chain | pyio7 1 7155 | RMSZ #1Z| >5

15 g 0.67 | 1/1551 (0.1%) 0.79 1/2099 (0.0%)
15 h 0.62 0/1551 0.79 1/2099 (0.0%)
15 i 0.62 0/1551 0.80 1/2099 (0.0%)
15 j 0.63 0/1551 0.78 1/2099 (0.0%)
15 k 0.63 0/1551 0.79 1/2099 (0.0%)
15 1 0.63 0/1551 0.79 1/2099 (0.0%)
15 m 0.62 0/1551 0.79 1/2099 (0.0%)
15 n 0.61 0/1551 0.78 1/2099 (0.0%)
15 0 0.61 0/1551 0.79 1/2099 (0.0%)
15 p 0.63 0/1551 0.79 1/2099 (0.0%)
All All 0.64 | 4/71806 (0.0%) | 0.84 | 43/97118 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | # Planarity outliers
3 C 0 1
3 Q 0 1
9 I 0 1
9 W 0 1
13 M 0 1
13 a 0 2
14 N 0 1
14 b 0 1
All All 0 9

All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
5 S 76 | CYS | CB-SG | -5.85 1.72 1.81
7 G 75 | CYS | CB-SG | -5.72 1.72 1.81
9 I 1 THR | CA-CB | 5.43 1.67 1.53
15 g 28 | TRP | CB-CG | -5.12 1.41 1.50

All (43) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
10 J 92 | GLY N-CA-C -7.82 93.56 113.10
10 X 92 GLY N-CA-C -7.59 94.13 113.10
4 D 52 | LEU | CA-CB-CG | 6.98 131.35 115.30

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
4 R 52 | LEU | CA-CB-CG | 6.87 131.10 115.30
4 R 8 LEU N-CA-C 6.38 128.21 111.00
4 D 8 LEU N-CA-C 6.35 128.14 111.00
15 | o6 GLY N-CA-C -6.27 97.43 113.10
14 b 34 | LEU | CA-CB-CG | 6.11 129.34 115.30
15 k 56 | GLY N-CA-C -6.04 98.00 113.10
15 e o6 GLY N-CA-C -6.00 98.11 113.10
15 1 56 GLY N-CA-C -5.99 98.12 113.10
15 p 56 | GLY N-CA-C -5.97 98.18 113.10
15 0 56 | GLY N-CA-C -5.90 98.35 113.10
15 g o6 GLY N-CA-C -5.86 98.44 113.10
4 D 17 ILE N-CA-C -5.84 95.23 111.00
15 n 56 | GLY N-CA-C -5.81 98.58 113.10
15 d 56 | GLY N-CA-C -5.79 98.63 113.10
15 h 56 | GLY N-CA-C -5.72 98.79 113.10
4 R 17 ILE N-CA-C -5.69 95.64 111.00
15 j 56 | GLY N-CA-C -5.68 98.90 113.10
11 K 99 VAL CB-CA-C | -5.66 100.65 111.40
15 m o6 GLY N-CA-C -5.99 99.14 113.10
13 a 94 PHE N-CA-C -5.95 96.02 111.00
4 R 200 | LEU | CA-CB-CG | -5.51 102.62 115.30
9 I 23 | GLY N-CA-C -5.49 99.37 113.10
2 B 40 | THR N-CA-C 5.48 125.80 111.00
11 Y 99 VAL CB-CA-C | -5.44 101.07 111.40
15 ¢ o6 GLY N-CA-C -5.44 99.51 113.10
3 C 53 | THR N-CA-C 5.43 125.66 111.00
15 f 56 | GLY N-CA-C -5.43 99.53 113.10
3 Q 53 | THR N-CA-C 5.32 125.35 111.00
1 A 215 | GLY N-CA-C -5.29 99.86 113.10
2 P 40 | THR N-CA-C 5.28 125.27 111.00
3 C 7 ASP N-CA-C 5.22 125.10 111.00
4 D 200 | LEU | CA-CB-CG | -5.22 103.30 115.30
1 O 215 | GLY N-CA-C -5.21 100.06 113.10
2 B 64 VAL N-CA-C -5.13 97.16 111.00
14 b 115 | GLY N-CA-C 5.09 125.82 113.10
14 b 204 | LEU | CA-CB-CG | 5.05 126.92 115.30
3 Q 7 ASP N-CA-C 5.05 124.63 111.00
14 N 204 | LEU | CA-CB-CG | 5.03 126.87 115.30
13 M 94 PHE N-CA-C -5.02 97.45 111.00
4 R 124 | GLY N-CA-C -5.01 100.57 113.10

There are no chirality outliers.
grDRe
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All (9) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
3 C 20 | TYR | Sidechain
9 I 190 | TYR | Sidechain
13 M 165 | TYR | Sidechain
14 N 68 | TYR | Sidechain
3 Q 20 | TYR | Sidechain
9 W 190 | TYR | Sidechain
13 a -5 TYR | Sidechain
13 a 122 | TYR | Sidechain
14 b 68 | TYR | Sidechain

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1881 0 1876 179 0
1 O 1881 0 1876 185 0
2 B 1868 0 1866 121 0
2 P 1868 0 1866 120 0
3 C 1868 0 1860 112 0
3 Q 1868 0 1860 110 0
4 D 1862 0 1866 88 0
4 R 1862 0 1866 82 0
3 E 1871 0 1840 91 0
d S 1871 0 1840 85 0
6 F 1795 0 1797 107 0
6 T 1795 0 1797 101 0
7 G 1869 0 1864 138 0
7 U 1869 0 1864 139 0
8 H 1510 0 1476 121 0
8 \% 1510 0 1476 115 0
9 I 1684 0 1688 84 0
9 4 1684 0 1688 104 0
10 J 1581 0 1574 65 0
10 X 1581 0 1574 68 0
11 K 1585 0 1590 79 0
11 Y 1585 0 1590 73 0
12 L 1646 0 1595 92 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
12 Z 1646 0 1595 68 0
13 M 1757 0 1711 74 0
13 a 1757 0 1710 0 0
14 N 1824 0 1832 124 0
14 b 1824 0 1832 0 0
15 c 1529 0 1545 0 0
15 d 1529 0 1545 0 0
15 e 1529 0 1545 0 0
15 f 1529 0 1545 0 0
15 g 1529 0 1545 0 0
15 h 1529 0 1545 0 0
15 i 1529 0 1545 0 0
15 ] 1529 0 1545 0 0
15 k 1529 0 1545 0 0
15 1 1529 0 1545 0 0
15 m 1529 0 1545 0 0
15 n 1529 0 1545 0 0
15 0 1529 0 1545 0 0
15 p 1529 0 1545 0 0
16 G 1 0 0 0 0
16 H 1 0 0 0 0
16 I 1 0 0 0 0
16 J 2 0 0 0 0
16 L 1 0 0 0 0
16 M 1 0 0 0 0
16 U 1 0 0 0 0
16 A% 1 0 0 0 0
16 W 1 0 0 0 0
16 X 2 0 0 0 0
16 Z 1 0 0 0 0
16 a 1 0 0 0 0
All All 70622 0 70499 2521 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 30.

All (2521) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.
Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:B:46:ALA:HB2 2:B:211:LEU:HD12 1.34 1.10
2:P:46:ALA:HB2 2:P:211:LEU:HD12 1.37 1.05

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
8&:H:13:ILE:HG12 8:H:177:VAL:HA 1.41 1.03
9:1:103: VAL:HG12 9:1:108:SER:HA 1.39 1.00
8:H:107:LYS:HD2 &:H:108:GLY:H 1.26 0.96
8:V:107:LYS:HD2 &:V:108:GLY:H 1.29 0.96
&:V:13:ILE:HG12 8:V:177:VAL:HA 1.44 0.95
7:U:143:ASN:H 7:U:143:ASN:HD22 1.10 0.95
9:W:22:GLN:HA 9:W:22:GLN:HE21 1.31 0.94
7:G:143:ASN:HD22 7:G:143:ASN:H 1.10 0.94
14:N:72:LEU:HD12 14:N:72:LEU:H 1.33 0.94
3:C:185:LYS:HZ2 3:C:187:ASP:H 1.11 0.94
3:C:96:GLN:HE22 10:J:63:ASN:HD22 1.15 0.94
3:Q:185:LYS:HZ2 3:Q:187:ASP:H 1.17 0.93
9:W:103:VAL:HG12 9:W:108:SER:HA 1.50 0.93
14:N:40:ASN:HD22 14:N:40:ASN:H 1.12 0.93
9:1:22:GLN:HE21 9:1:22:GLN:HA 1.33 0.93
9:W:6:VAL:HG12 9:W:124:TYR:HB3 1.51 0.93
14:N:104:ASN:HB3 14:N:106:ILE:HD11 1.51 0.92
9:1:6: VAL:HG12 9:1:124: TYR:HB3 1.51 0.91
13:M:147:PHE:HE?2 13:M:163:LEU:HA 1.37 0.90
U7 TYR:CE1 7:U:84:GLY:HA3 2.05 0.90
2:P:222:LEU:HD11 2:P:232:GLY:HA2 1.53 0.89
6:T:179:PHE:HA 6:T:182:1LE:HG13 1.53 0.89
2:B:222:LEU:HD11 2:B:232:GLY:HA2 1.52 0.89
12:1.:105: THR:HG23 12:1L:108:GLU:HB2 1.52 0.89
3:Q:96:GLN:HE22 10:X:63:ASN:HD22 1.18 0.87
4:D:162:GLN:HE21 4:D:163: THR:H 1.22 0.87
11:K:167:LEU:O 11:K:171:MET:HB?2 1.74 0.87
1:0:146:VAL:HG22 1:0:152:PRO:HA 1.58 0.86
7:U:72:HIS:HD2 7:U:73:ILE:HG13 1.41 0.85
6:F:100:ASN:HB2 14:N:86:GLU:HG2 1.56 0.85
6:T:215:ILE:HG13 6:T1:216:VAL:N 1.92 0.85
1:A:33:LYS:H 1:A:33:LYS:HD2 1.41 0.85
8:V:8:PHE:HE2 8:V:148:LYS:HA 1.41 0.84
4:D:192:VAL:O 4:D:196:VAL:HG23 1.75 0.84
1:A:124:LEU:HA 1:A:127:ILE:HD12 1.60 0.84
12:7:105:THR:HG23 12:7:108:GLU:HB2 1.57 0.84
4:R:133: THR:HG23 4:R:150: THR:HG23 1.58 0.84
12:7:47:GLY:HA3 12:Z:97:MET:HA 1.60 0.84
8:H:8:PHE:HE2 8:H:148:LYS:HA 1.43 0.84
2:B:187:ASP:O 2:B:191:1ILE:HG12 1.77 0.84
7:G:72:HIS:HD?2 7:G:73:ILE:HG13 1.41 0.83

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

14:N:60:LYS:O 14:N:64:THR:HG23 1.79 0.83
1:0:44:ALA:HB2 1:0:53:VAL:HG12 1.57 0.83
6:F:179:PHE:HA 6:F:182:ILE:HG13 1.59 0.83
8:H:13:ILE:HD13 &:H:177:VAL:HG22 1.61 0.83
1:A:146:VAL:HG22 1:A:152:PRO:HA 1.58 0.83
11:Y:167:LEU:O 11:Y:171:MET:HB2 1.78 0.82
7:G:150:LEU:HD12 7:G:151:GLU:N 1.94 0.82
8:H:59:VAL:HG11 8:H:82:PHE:HE?2 1.45 0.82
1:A:44:ALA:HB2 1:A:53:VAL:HG12 1.61 0.82
6:T:155:GLU:HB3 7:U:63:ASN:HD21 1.45 0.81
8:V:59:VAL:HG11 8:V:82:PHE:HE2 1.46 0.81
4:R:192:VAL:O 4:R:196:VAL:HG23 1.80 0.81
1:0:33:LYS:H 1:0:33:LYS:HD2 1.44 0.81
4:D:133:THR:HG23 4:D:150: THR:HG23 1.60 0.81
6:F:6:.TYR:CD1 6:F:15:PRO:HD3 2.16 0.80
7:G:30:VAL:HG11 7:G:134:SER:HB2 1.63 0.80
6:F:155:GLU:HB3 7:G:63:ASN:HD21 1.46 0.80
7:U:30:VAL:HG11 7:U:134:SER:HB2 1.64 0.80
4:R:228:GLU:HA 4:R:231:GLN:HE21 1.47 0.80
14:N:49:ILE:HG22 14:N:53:GLN:HE21 1.47 0.80
14:N:153:ARG:HG3 | 14:N:153:ARG:HH11 1.46 0.80
1:0:124:LEU:HA 1:0:127:ILE:HD12 1.65 0.80
1:0:68: THR:HG21 7:U:158:GLY:HA3 1.62 0.79
13:M:147:PHE:CE2 13:M:163:LEU:HA 2.17 0.79
4:R:162:GLN:HE21 4:R:163: THR:H 1.31 0.79
1:A:68: THR:HG21 7:G:158:GLY:HA3 1.62 0.79
7:G:143:ASN:H 7:G:143:ASN:ND2 1.81 0.79
1:A:45:VAL:HG12 1:A:168:ALA:HB1 1.63 0.79
6:T:227:GLY:O 6:T:230:VAL:HG22 1.82 0.79
4:D:228:GLU:HA 4:D:231:GLN:NE2 1.98 0.79
7:G:198:ILE:HA 7:G:201:LEU:HD22 1.63 0.79
6:T:6: TYR:CD1 6:T:15:PRO:HD3 2.18 0.79
4:D:228:GLU:HA 4:D:231:GLN:HE21 1.46 0.79
8:V:13:ILE:HD13 &:V:177:VAL:HG22 1.64 0.78
7:U:199:ILE:HG21 7:U:213:LEU:HD13 1.66 0.78
9:W:22:GLN:HA 9:W:22:GLN:NE2 1.98 0.78
1:0:183:GLU:HB3 1:0:187:LYS:NZ 1.99 0.78
7:U:198:ILE:HA 7:U:201:LEU:HD22 1.64 0.78
2:P:187:ASP:O 2:P:191:1LE:HG12 1.83 0.78
2:B:68: THR:HG23 2:B:71:ILE:HB 1.65 0.78
7:U:150:LEU:HD12 7:U:151:GLU:N 1.98 0.78

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
7:G:T1:ARG:CZ 14:N:64: THR:HG22 2.14 0.78
1:A:54:ILE:HA 1:A:225:VAL:HG22 1.65 0.78
12:L:47:GLY:HA3 12:1L:97:MET:HA 1.66 0.78
6:F:215:1LE:HG13 6:F:216:VAL:N 1.99 0.77
&:H:156:LYS:HZ3 8:H:188:PHE:HD1 1.32 0.77
5:S:136:ARG:HB2 5:5:137:PRO:HD2 1.65 0.77
7:U:143:ASN:H 7:U:143:ASN:ND2 1.83 0.77
10:J:78:PHE:O 10:J:82:VAL:HG12 1.84 0.77
1:0:181:ASN:HB3 1:0:209:HIS:CE1 2.20 0.77
9:1:22:GLN:NE2 9:1:22:GLN:HA 2.00 0.77
7.G:77'TYR:CE1 7:G:84:GLY:HA3 2.20 0.77
5:E:136:ARG:HB2 5:E:137:PRO:HD2 1.67 0.77
4:R:11:PHE:H 5:5:23:GLN:HE22 1.33 0.76
6:F:227:GLY:O 6:F:230:VAL:HG22 1.84 0.76
9:W:64:GLU:O 9:W:68:LEU:HD12 1.85 0.76
10:X:78:PHE:O 10:X:82: VAL:HG12 1.85 0.76
3:Q:169: THR:O 3:Q:173:GLN:HB2 1.84 0.76
8:H:114:PRO:HD2 8:H:118:SER:O 1.85 0.76
3:C:150: THR:HG21 3:C:160: TRP:HE1 1.50 0.76
8:H:17:ASP:HB2 8:H:170:GLY:O 1.86 0.76
2:B:110:LEU:O 2:B:114:VAL:HG23 1.86 0.76
4:D:162: GLN:NE2 4:D:163:THR:H 1.83 0.76
4:R:228:GLU:HA 4:R:231:GLN:NE2 2.00 0.76
1:A:181:ASN:HB3 1:A:209:HIS:CE1 2.21 0.76
7:G:199:ILE:HG21 7:G:213:LEU:HD13 1.68 0.76
5:E:142:LEU:HB2 5:E:158:ALA:HB3 1.68 0.76
3:Q:150: THR:HG21 3:Q:160: TRP:HE1 1.49 0.76
8:V:111:TYR:HA 8:V:120:HIS:O 1.86 0.75
7:G:171:ALA:O 7:G:175:LEU:HG 1.84 0.75
1:0:45:VAL:HG12 1:0:168:ALA:HB1 1.69 0.75
10:J:184:ASP:CG 10:J:185:GLU:H 1.90 0.75
&:H:67:-THR:HG22 &:H:73:PRO:HD3 1.69 0.75
5:E:76:CYS:SG 5:E:142:LEU:HD?22 2.26 0.75
14:N:179:ARG:HA 8:V:26:ILE:HD12 1.67 0.75
14:N:8:TYR:HB2 14:N:160:THR:O 1.86 0.75
8:V:114:PRO:HD2 &:V:118:SER:O 1.87 0.75
&:H:7: THR:HG22 8:H:12:VAL:HB 1.69 0.75
8:V:17:ASP:HB2 8:V:170:GLY:O 1.87 0.75
14:N:35:ILE:HG12 14:N:56:GLU:HG2 1.68 0.74
11:K:52:THR:HG23 11:K:53:VAL:H 1.51 0.74
6:1:50:LYS:HE2 6:1:212:SER:HB2 1.67 0.74

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

4:R:162:GLN:HE22 4:R:172:ARG:HE 1.35 0.74
6:F:121:GLN:HE22 7:G:86:HIS:HD2 1.35 0.74
2:B:244:ASN:O 2:B:247.LEU:HB3 1.88 0.74
2:B:197:LYS:HA 2:B:204:PHE:CE1 2.21 0.74
2:P:197:LYS:HA 2:P:204:PHE:CE1 2.23 0.74
7:G:40:LYS:HA 7:G:45:VAL:HG12 1.67 0.74
8:V:156:LYS:HZ3 8:V:188:PHE:HD1 1.33 0.74
7:G:231:LYS:HA 7:G:235:LEU:HD22 1.69 0.74
&:H:107:LYS:CD &:H:108:GLY:H 2.00 0.74
7:G:150:LEU:HD12 7:G:151:GLU:H 1.52 0.74
1:0:234:PHE:HD1 1:0:234:PHE:H 1.36 0.74
8:H:122:LEU:HD11 14:N:28:PHE:HE1 1.53 0.73
8:V:185:ARG:HG3 8:V:185:ARG:HH11 1.53 0.73
5:S5:109:VAL:HB 5:5:154:GLN:NE2 2.03 0.73
14:N:91:VAL:O 14:N:95:ARG:HG2 1.88 0.73
13:M:7:ALA:HB2 13:M:113:VAL:HG23 1.70 0.73
6:F:50:LYS:HE2 6:F:212:SER:HB2 1.68 0.73
5:E:170:LYS:HD2 5:E:171:ALA:H 1.52 0.73
8:H:59:VAL:HG11 &:H:82:PHE:CE2 2.23 0.73
8:V:59:VAL:HG11 &:V:82:PHE:CE2 2.22 0.73
12:7:66:HIS:HD2 12:7Z:74:ILE:HB 1.53 0.73
1:A:234:PHE:HD1 1:A:234:PHE:H 1.37 0.73
10:X:133:ALA:HB2 10:X:169:ASP:HB2 1.68 0.73
7:U:171:ALA:O 7:U:175:LEU:HG 1.87 0.73
&:H:155:ILE:HG21 &:H:175:MET:SD 2.28 0.73
8:V:67:THR:HA 8:V:71:GLY:O 1.89 0.73
11:Y:52: THR:HG23 11:Y:53:VAL:H 1.54 0.73
7:G:109:PRO:HA 7:G:148: TYR:OH 1.89 0.73
4:D:73:LEU:HD12 4:D:135:1LE:HG12 1.70 0.72
1:0:199:TRP:O 1:0:203:VAL:HG23 1.89 0.72
2:B:40: THR:HG23 2:B:183:LEU:O 1.89 0.72
1:0:225:VAL:O 1:0:236:LEU:HB2 1.89 0.72
8:H:1:THR:HA 8:H:33:LYS:NZ 2.04 0.72
1:0:54:ILE:HA 1:0:225:VAL:HG22 1.69 0.72
8:H:177:VAL:HB 8:H:184:GLU:HB3 1.70 0.72
&:H:111:TYR:HA 8:H:120:HIS:O 1.89 0.72
3:Q:201:THR:HG22 3:Q:203:SER:H 1.53 0.72
7:G:187:SER:OG 7:G:190:GLU:HB2 1.90 0.72
5:5:142:LEU:HB2 5:S5:158:ALA:HB3 1.72 0.72
4:D:46:CYS:HB3 4:D:63:LYS:HD2 1.72 0.72
4:R:46:CYS:HB3 4:R:63:LYS:HD?2 1.72 0.72
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
14:N:121:TYR:HE1 14:N:123:ASN:HD22 1.34 0.71
7:U:150:LEU:HD12 7:U:151:GLU:H 1.55 0.71
2:P:68: THR:HG23 2:P:71.1LE:HB 1.71 0.71
1:A:225:VAL:O 1:A:236:LEU:HB2 1.89 0.71
7:G:72:HIS:CD2 7:G:73:ILE:HG13 2.25 0.71
9:1:160: GLN:O 9:1:164: TRP:HD1 1.73 0.71
8:H:40:LYS:NZ 8:H:182:GLY:HA2 2.05 0.71
3:Q:187:ASP:HA 3:Q:190:1LE:HD12 1.71 0.71
14:N:104:ASN:HB3 14:N:106:ILE:CD1 2.20 0.71
2:B:222:LEU:HD11 2:B:232:GLY:CA 2.20 0.71
6:T:78:ALA:HB3 6:T:79:PRO:HD3 1.71 0.71
5:5:8:TYR:O 5:S5:9:ASP:HB2 1.90 0.71
6:F:185:ASN:HD22 6:F:185:ASN:C 1.93 0.71
2:P:244:ASN:O 2:P:247:LEU.HB3 1.91 0.71
9:W:163:ILE:HG23 9:W:170:GLY:HA2 1.72 0.71
1:A:53:VAL:O 1:A:225:VAL:HG13 1.91 0.71
5:S:31:ILE:HD13 5:5:141:ALA:HB2 1.72 0.71
14:N:19:LEU:HB2 14:N:184:SER:HB2 1.72 0.71
8:V:1:THR:HA 8:V:33:LYS:NZ 2.06 0.71
9:1:64:GLU:O 9:1:68:LEU:HD12 1.91 0.71
1:A:126:GLN:HE21 1:A:127:ILE:N 1.89 0.71
5:5:76:CYS:SG 5:5:142:LEU:HD22 2.31 0.71
7:U:40:LYS:HA 7:U:45:VAL:HG12 1.72 0.71
&:V:107:LYS:CD &:V:108:GLY:H 2.01 0.71
&:V:7: THR:HG22 8:V:12:VAL:HB 1.73 0.71
3:C:170:SER:O 3:C:174:THR:HG23 1.91 0.71
1:0:129:THR:HG22 2:P:128:ARG:HH21 1.55 0.70
1:A:183:GLU:HB3 1:A:187:LYS:NZ 2.05 0.70
10:J:52: THR:O 10:J:56:GLU:HG2 1.91 0.70
10:X:184:ASP:CG 10:X:185:GLU:H 1.94 0.70
7:U:94:GLU:HG2 7:U:114:ARG:HD?2 1.73 0.70
14:N:36:PRO:HA 14:N:42:VAL:HA 1.72 0.70
4:D:162:GLN:HE22 4:D:172:ARG:HE 1.39 0.70
1:A:22:GLU:HA 2:B:26: THR:HG21 1.72 0.70
3:C:201:THR:HG22 3:C:203:SER:H 1.55 0.70
2:P:222:LEU:HD11 2:P:232:GLY:CA 2.21 0.70
6:T:121:GLN:HE22 7:U:86:HIS:HD2 1.39 0.70
10:J:133:ALA:HB2 10:J:169:ASP:HB2 1.71 0.70
11:Y:191:VAL:HG12 11:Y:191:VAL:O 1.92 0.70
7:U:187:SER:OG 7:U:190:GLU:HB2 1.91 0.70
3:C:187:ASP:HA 3:C:190:ILE:HD12 1.71 0.70
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Atom-1 Atom-2 distance (A) | overlap (A)
7:U:34:THR:O 7:U:165:GLY:HA3 1.91 0.70
1:A:113:PRO:HD2 1:A:116:VAL:HG21 1.73 0.70
7:G:143:ASN:HD22 7:G:143:ASN:N 1.87 0.70
8:H:13:ILE:CD1 &:H:177:VAL:HG22 2.21 0.70
5:E:12:VAL:H 5:E:23:GLN:HG3 1.57 0.70
3:C:131:PHE:O 3:C:153:PRO:HB3 1.92 0.70
7:U:49:VAL:HG22 7:U:50:GLU:H 1.57 0.70
8:H:107:LYS:HD2 8:H:108:GLY:N 2.05 0.69
8:H:185:ARG:HH11 8:H:185:ARG:HG3 1.57 0.69
7.U:9:LEU:HD12 7.U.9:LEU:H 1.56 0.69
2:P:44:VAL:HA 2:P:213:.ILE:HG22 1.74 0.69
4:R:162:GLN:NE2 4:R:163:THR:H 1.89 0.69
9:1:58:LEU:O 9:1:61:SER:HB3 1.91 0.69
7:U:72:HIS:CD2 7:U:73:ILE:HG13 2.26 0.69
1:0:113:PRO:HD2 1:0:116:VAL:HG21 1.75 0.69
10:J:146:GLU:HB3 10:J:149:LEU:HD21 1.75 0.69
7:G:30:VAL:CG1 7:G:134:SER:HB2 2.23 0.69
2:B:227.ILE:HG12 9:1:186: TYR:HD?2 1.58 0.69
1:A:205:PHE:O 1:A:208: THR:HB 1.91 0.69
10:X:146:GLU:HB3 10:X:149:LEU:HD21 1.74 0.69
5:E:8:TYR:O 5:E:9:ASP:HB2 1.92 0.69
3:Q:170:SER:O 3:Q:174:THR:HG23 1.93 0.69
11:Y:-1:MET:SD 11:Y:133:GLY:HA3 2.32 0.69
3:C:169: THR:O 3:C:173:GLN:HB2 1.92 0.69
6:T:33:SER:HB3 6:T:62:LYS:NZ 2.06 0.69
13:M:14:LEU:HD13 13:M:34:VAL:HG13 1.75 0.69
6:F:78:ALA:HB3 6:F:79:PRO:HD3 1.74 0.69
5:5:170:LYS:HD?2 5:S:171:ALA:H 1.57 0.69
5:5:209:GLU:HB3 5:5:210:GLU:OE2 1.92 0.69
2:B:66:LEU:HD13 2:B:235:PHE:CD1 2.28 0.69
7:G:243:GLN:O 7:G:246:1LE:HG22 1.92 0.68
8:V:40:LYS:NZ 8:V:182:GLY:HA2 2.08 0.68
1:A:203:VAL:O 1:A:207:ILE:HG13 1.94 0.68
4:R:64:VAL:HG11 4:R:213:THR:HG21 1.75 0.68
3:Q:131:PHE:O 3:Q:153:PRO:HB3 1.93 0.68
1:0:203:VAL:O 1:0:207:ILE:HG13 1.93 0.68
11:K:-1:MET:SD 11:K:133:GLY:HA3 2.33 0.68
1:A:137:LEU:HD23 1:A:137:LEU:N 2.07 0.68
2:B:118:MET:SD 2:B:152:PRO:HA 2.34 0.68
5:E:142:LEU:HB3 5:E:144:ILE:CD1 2.23 0.68
9:1:163:ILE:HG23 9:1:170:GLY:HA2 1.76 0.68
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4:R:73:LEU:HD12 4:R:135:ILE:HG12 1.74 0.68
1:0:16:ILE:HG22 1:0:17:THR:N 2.09 0.68
6:T:2:PHE:CD1 6:T:3:ARG:HG2 2.29 0.68
7:G:49:VAL:HG22 7:G:50:GLU:H 1.59 0.68
14:N:57:ARG:HG2 14:N:57:ARG:HH11 1.58 0.68
1:0:25:LEU:O 1:0:28:VAL:HG22 1.94 0.68
2:P:111:VAL:HG12 2:P:156:TYR:HD?2 1.57 0.68
7:U:231:LYS:HA 7:U:235:LEU.HD22 1.76 0.68
12:7:35:ILE:HD11 12:7:45:MET:CE 2.23 0.68
4:R:203:VAL:HG21 4:R:210:ILE:HD11 1.75 0.68
14:N:224:LYS:HG3 14:N:225:1LE:H 1.59 0.68
5:E:209:GLU:HB3 5:E:210:GLU:OE2 1.93 0.67
6:F:113:CYS:SG 6:F:151:GLY:O 2.50 0.67
1:0:234:PHE:HD1 1:0:234:PHE:N 1.92 0.67
10:X:52:THR:O 10:X:56:GLU:HG?2 1.94 0.67
13:M:187:ILE:HD11 9:W:24:PRO:HA 1.76 0.67
6:T:185:ASN:HD22 6:T:185:ASN:C 1.97 0.67
1:0:205:PHE:O 1:0:208: THR:HB 1.94 0.67
7:U:30:VAL:CG1 7:U:134:SER:HB2 2.24 0.67
8:H:126:ILE:HD12 8:H:134:ILE:HG13 1.77 0.67
9:W:160:GLN:O 9:W:164: TRP:HD1 1.78 0.67
2:P:95:THR:HA 2:P:99:ARG:HD2 1.77 0.67
8:V:107:LYS:HD2 &:V:108:GLY:N 2.07 0.67
14:N:40:ASN:H 14:N:40:ASN:ND2 1.90 0.67
10:J:129:VAL:HB 10:J:137:LEU:HD13 1.76 0.67
9:1:172:ASN:OD1 9:1:192: THR:HG22 1.92 0.67
7:U:109:PRO:HA 7:U:148:TYR:OH 1.94 0.67
7:U:143:ASN:HD22 7:U:143:ASN:N 1.89 0.67
&:H:67:-THR:HA 8:H:71:GLY:O 1.93 0.67
7:U:243:GLN:O 7:U:246:1LE:HG22 1.95 0.67
1:A:240:ASN:H 1:A:240:ASN:ND2 1.93 0.67
3:C:58:GLU:HG2 3:C:59:GLN:H 1.58 0.67
6:1:113:CYS:SG 6:T:151:GLY:O 2.47 0.67
9:W:22:GLN:CA 9:W:22:GLN:HE21 2.06 0.67
14:N:181:ALA:HA 8:V:19:ARG:HH12 1.60 0.67
&:V:8:PHE:CE2 8:V:148:LYS:HA 2.28 0.67
1:A:199: TRP:O 1:A:203: VAL:HG23 1.95 0.67
4:R:37:LYS:HE?2 4:R:160:SER:HA 1.77 0.67
10:X:29:ASN:O 10:X:30:LYS:HG3 1.95 0.67
3:Q:58:GLU:HG?2 3:Q:59:GLN:H 1.60 0.67
6:F:2:PHE:CD1 6:F:3:ARG:HG2 2.30 0.67
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Atom-1 Atom-2 distance (A) | overlap (A)
8:V:67: THR:HG22 8:V:73:PRO:HD3 1.77 0.66
1:0:22:GLU:HA 2:P:26: THR:HG21 1.76 0.66
&:H:19:ARG:HB3 &:H:170:GLY:H 1.59 0.66
2:P:40: THR:HG23 2:P:183:LEU:O 1.95 0.66
&:H:13:ILE:HG23 8:H:176:VAL:O 1.95 0.66
7:G:34:THR:O 7:G:165:GLY:HA3 1.96 0.66
7:G:9:LEU:HD12 7:G:9:LEU:H 1.60 0.66
4:R:70:HIS:ND1 4:R:71:VAL:HG23 2.10 0.66
2:B:200:VAL:HG11 2:B:203:GLU:O 1.95 0.66
9:W:172:ASN:OD1 9:W:192: THR:HG22 1.96 0.66
&:V:155:ILE:HG21 &:V:175:MET:SD 2.35 0.66
1:A:16:ILE:HG22 1:A:17:THR:N 2.10 0.66
9:W:38:SER:HB2 9:W:41:1ILE:HD13 1.77 0.66
9:W:52:THR:O 9:W:56: THR:HG23 1.96 0.66
5:5:204:LEU:O 5:5:208:MET:HB2 1.96 0.66
13:M:115:SER:OG 13:M:128:ARG:HD2 1.95 0.66
9:1:147: THR:H 9:I:150: GLU:HB2 1.61 0.66
14:N:121:TYR:HE1 14:N:123:ASN:ND2 1.93 0.66
4:D:64:VAL:HG11 4:D:213:THR:HG21 1.77 0.66
1:A:244:ARG:O 1:A:248:ILE:HG12 1.96 0.66
8:V:126:ILE:HD12 8:V:134:ILE:HG13 1.77 0.66
1:0:53:VAL:O 1:0:225:VAL:HG13 1.96 0.66
2:P:110:LEU:O 2:P:114:VAL:HG23 1.95 0.66
1:A:54:ILE:HG21 1:A:210:MET:SD 2.36 0.66
2:P:111:VAL:HG12 2:P:156:TYR:CD2 2.30 0.66
1:A:234:PHE:N 1:A:234:PHE:HD1 1.93 0.65
2:P:200:VAL:HG11 2:P:203:GLU:O 1.96 0.65
9:W:217.ILE:HD12 9:W:217.ILE:N 2.11 0.65
2:P:214:1LE:HD13 2:P:235:PHE:HA 1.78 0.65
11:K:4:LEU:HB2 11:K:15:ALA:HB3 1.78 0.65
1:A:129: THR:HG22 2:B:128:ARG:HH?21 1.61 0.65
1:A:115:ASP:HB3 1:A:155: TYR:CE1 2.32 0.65
8:V:147:SER:H 8:V:150:GLU:HB3 1.61 0.65
14:N:87:TYR:CD2 14:N:88:LEU:HD23 2.31 0.65
1:A:87:ILE:O 1:A:91:ARG:HG3 1.97 0.65
11:K:191:VAL:O 11:K:191: VAL:HG12 1.96 0.65
5:E:45:GLY:HA2 5:E:153:TYR:CE1 2.31 0.65
8:V:13:ILE:CD1 &:V:177:VAL:HG22 2.26 0.65
1:A:24:ARG:C 1:A:25:LEU:HD12 2.17 0.65
4:R:31:THR:HB 4:R:63:LYS:NZ 2.11 0.65
3:Q:90:THR:HA 3:Q:93:.ILE:HD12 1.77 0.65
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Atom-1 Atom-2 distance (A) | overlap (A)
7:G:197:LYS:HG2 7:G:201:LEU:HD21 1.79 0.65
5:E:113:THR:O 5:E:116:VAL:HG23 1.96 0.65
14:N:73:ALA:HA 14:N:77:GLU:O 1.96 0.65
1:A:128: TYR:HD1 1:A:133: TYR:HE1 1.44 0.65
9:1:22:GLN:CA 9:1:22:GLN:HE21 2.08 0.65
2:P:66:LEU:HD13 2:P:235:PHE:CD1 2.32 0.65
10:X:3:VAL:HG22 10:X:16:CYS:HB3 1.79 0.65
5:E:15:PHE:HB2 6:F:21:GLN:OE1 1.97 0.64
3:C:76:ALA:HB3 3:C:136:ILE:HB 1.78 0.64
5:5:12:VAL:H 5:5:23:GLN:HG3 1.62 0.64
1:0:234:PHE:N 1:0:234:PHE:CD1 2.64 0.64
8:H:147:SER:H 8:H:150:GLU:HB3 1.61 0.64
4:D:11:PHE:H 5:E:23:GLN:HE22 1.42 0.64
7:U:21:PHE:HA 7:U:24:GLU:CG 2.27 0.64
14:N:157:ILE:N 14:N:158:PRO:HD2 2.13 0.64
6:T:208:VAL:O 6:1:227:GLY:HA2 1.98 0.64
3:Q:216:ILE:HG12 3:Q:227:GLN:HB3 1.78 0.64
10:X:129:VAL:HB 10:X:137:LEU:HD13 1.79 0.64
2:B:46:ALA:HB2 2:B:211:LEU:CD1 2.22 0.64
4:R:188:VAL:O 4:R:192:VAL:HG23 1.98 0.64
9:1:59: ILE:HG12 9:1:83:LEU:HD23 1.80 0.64
4:D:70:HIS:ND1 4:D:71:VAL:HG23 2.12 0.64
&:H:8:PHE:CE2 8:H:148:LYS:HA 2.31 0.64
5:5:15:PHE:HB2 6:T:21:GLN:OE1 1.98 0.64
2:B:44:VAL:HA 2:B:213:.ILE:HG22 1.80 0.64
12:L:176:ASN:ND2 12:1L:190:ASN:HD22 1.95 0.64
1:0:227:VAL:HB 1:0:234:PHE:CE]1 2.32 0.64
3:C:66:LEU:HD23 3:C:212:GLU:HB3 1.80 0.64
5:E:31:1LE:HD13 5:E:141:ALA:HB2 1.79 0.64
1:A:204:GLU:HB3 1:A:248:.1LE:.CG2 2.28 0.64
7:U:21:PHE:HA 7:U:24:GLU:HG2 1.80 0.64
7:U:42:ASN:HD21 7:U:187:SER:HA 1.61 0.64
9:W:156:SER:O 9:W:160:GLN:HG3 1.98 0.63
8:V:58:ILE:O 8:V:61:TYR:HB3 1.97 0.63
10:J:178:VAL:HG23 10:J:191:LEU:HD21 1.80 0.63
1:0:128:TYR:HD1 1:0:133:TYR:HE1 1.44 0.63
1:0:16:ILE:HG22 1:0:17:THR:H 1.63 0.63
1:A:128:TYR:HA 1:A:133: TYR:CE1 2.33 0.63
1:A:178:ILE:O 1:A:182:LEU:HG 1.99 0.63
4:D:66:LYS:HA 4:D:72:VAL:HG12 1.78 0.63
14:N:85:PHE:HB2 14:N:108:VAL:HG21 1.80 0.63
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Atom-1 Atom-2 distance (A) | overlap (A)
6:T:23:GLU:HA 6:T:26:LEU:HD12 1.80 0.63
&:V:177:VAL:HB 8:V:184:GLU:HB3 1.79 0.63
3:Q:96:GLN:NE2 10:X:63:ASN:HD22 1.93 0.63
5:E:51:GLU:HG3 5:E:208: MET:HG2 1.81 0.63
3:C:218:LYS:HG2 3:C:224:GLU:O 1.99 0.63
10:X:89:ARG:HG3 10:X:94: TYR:CE2 2.34 0.63
2:B:211:LEU:HG 2:B:212:ALA:N 2.14 0.63
1:0:44:ALA:CB 1:0:53:VAL:HG12 2.28 0.63
14:N:87:TYR:O 14:N:91:VAL:HG23 1.99 0.63
3:C:96:GLN:NE2 10:J:63:ASN:HD22 1.92 0.63
10:J:89:ARG:HG3 10:J:94:TYR:CE2 2.33 0.63
5:E:109:VAL:HB 5:E:154:GLN:NE2 2.12 0.63
1:A:43:LEU:HD12 1:A:178:ILE:CG2 2.28 0.63
11:Y:191:VAL:O 11:Y:193:ASP:N 2.32 0.63
11:Y:127.LEU:HD22 11:Y:128:PRO:HD2 1.81 0.63
1:0:126:GLN:HE21 1:0:127:ILE:N 1.97 0.63
1:0:181:ASN:HB3 1:0:209:HIS:HE1 1.61 0.63
1:0:244:ARG:O 1:0:248:ILE:HG12 1.99 0.63
2:B:89:SER:O 2:B:92:VAL:HG12 1.99 0.63
1:A:227:VAL:HB 1:A:234:PHE:CE1 2.33 0.63
4:D:54:LEUHG 4:D:54:LEU:O 1.99 0.63
1:0:137:LEU:HD23 1:0:137:LEU:N 2.13 0.63
1:0:204:GLU:HB3 1:0:248:ILE:CG2 2.28 0.63
4:D:22:TYR:O 4:D:25:GLU:HB2 1.99 0.63
1:0:181:ASN:N 1:0:181:ASN:HD22 1.97 0.62
1:A:103:GLU:HA &:H:61:TYR:HE2 1.62 0.62
1:A:21:PRO:HA 2:B:23: TYR:CD1 2.34 0.62
1:A:234:PHE:CD1 1:A:234:PHE:N 2.65 0.62
2:P:227:1LE:HG12 9:W:186: TYR:HD?2 1.63 0.62
4:R:54:LEU:HG 4:R:54:LEU:O 1.99 0.62
9:1:84:LYS:HE3 9:1:119: THR:CG2 2.29 0.62
3:C:90: THR:HA 3:C:93:ILE:HD12 1.80 0.62
13:M:168:VAL:HG22 | 13:M:172:ILE:HD11 1.81 0.62
14:N:135:ALA:HB1 14:N:139:GLY:HA3 1.80 0.62
8:V:1:THR:HA 8:V:33:LYS:HZ1 1.62 0.62
11:Y:168:GLU:HG2 11:Y:175:PHE:HZ 1.65 0.62
1:0:20:SER:HB2 1:0:21:PRO:HD2 1.80 0.62
3:C:199:LYS:0O 3:C:200: THR:HG23 2.00 0.62
1:A:25:LEU:O 1:A:28:VAL:HG22 1.98 0.62
3:C:210:ARG:HG3 3:C:210:ARG:HH11 1.63 0.62
5:E:204:LEU:O 5:E:208:MET:HB2 1.98 0.62
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3:Q:210:ARG:HH11 3:Q:210:ARG:HG3 1.64 0.62
4:D:37:LYS:HE2 4:D:160:SER:HA 1.81 0.62
13:M:1:GLY:HA3 13:M:33:LYS:HE2 1.80 0.62
7:U:19:ARG:CB 7:U:19:ARG:HH11 2.11 0.62
2:P:89:SER:O 2:P:92:VAL:HG12 1.98 0.62
&:V:13:ILE:HG23 8:V:176:VAL:O 1.99 0.62
9:1:156:SER:O 9:1:160: GLN:HG3 1.99 0.62
12:1:66:HIS:HD2 12:L:74:ILE:HB 1.63 0.62
3:Q:66:LEU:HD23 3:Q:212:GLU:HB3 1.81 0.62
5:5:124:GLY:H 5:5:132:ARG:HB2 1.63 0.62
4:D:151:GLU:HB2 4:D:152:PRO:HD2 1.82 0.62
4:R:151:GLU:HG2 4:R:155:ILE:HG13 1.81 0.62
2:B:178:ARG:NH2 2:B:194:LEU:HD12 2.14 0.62
8:V:123:PRO:HB2 8:V:124:TYR:HD1 1.64 0.62
1:0:24:ARG:C 1:0:25:LEU:HD12 2.20 0.62
1:A:128: TYR:HD1 1:A:133: TYR:CE1 2.18 0.62
&:V:19:ARG:HB3 &:V:170:GLY:H 1.63 0.62
9:W:7:LYS:HA 9:W:12:VAL:HA 1.79 0.62
2:B:36:GLY:O 2:B:161:ALA:HA 2.00 0.62
2:B:238:LEU:N 2:B:238:LEU:HD12 2.14 0.62
3:Q:199:LYS:0O 3:Q:200: THR:HG23 2.00 0.62
3:Q:218:LYS:HG2 3:Q:224:GLU:O 2.00 0.62
6:F:33:SER:HB3 6:F:62:LYS:NZ 2.14 0.61
12:L:196:LEU:O 12:1.:200:VAL:HG23 1.98 0.61
11:K:168:GLU:HG2 11:K:175:PHE:HZ 1.65 0.61
1:0:202:VAL:O 1:0:205:PHE:HB3 2.00 0.61
1:A:146:VAL:HG22 1:A:152:PRO:CA 2.30 0.61
8:V:157:HIS:NE2 8:V:196:LEU:HD13 2.14 0.61
5:5:219:LEU:O 5:5:231:TYR:HB2 2.00 0.61
6:F:185:ASN:HD22 6:F:186:PRO:N 1.97 0.61
2:P:112:SER:HA 2:P:156: TYR:HE?2 1.63 0.61
7:G:19:ARG:HH11 7:G:19:ARG:CB 2.13 0.61
11:Y:4:.LEU:HB2 11:Y:15:ALA:HB3 1.82 0.61
13:M:4:LEU:HD12 13:M:5:GLY:N 2.15 0.61
1:0:54:ILE:HG21 1:0:210:MET:SD 2.40 0.61
3:C:133:VAL:HG12 3:C:134:SER:N 2.16 0.61
2:B:214:1ILE:HD13 2:B:235:PHE:HA 1.82 0.61
4:D:203:VAL:HG21 4:D:210:1ILE:HD11 1.81 0.61
10:X:129:VAL:HB 10:X:137:LEU:CD1 2.30 0.61
9:W:147:THR:H 9:W:150:GLU:HB2 1.65 0.61
1:0:43:LEU:HD12 1:0:178:ILE:CG2 2.31 0.61
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Atom-1 Atom-2 distance (A) | overlap (A)
8:H:4:MET:HB2 8:H:126:1LE:HG22 1.80 0.61
1:A:16:1ILE:HG22 1:A:17:THR:H 1.66 0.61
8:V:14:LEU:HD12 8:V:34:LEU:HD22 1.83 0.61
1:A:181:ASN:HD22 1:A:181:ASN:N 1.98 0.61
1:A:200:GLU:O 1:A:204:GLU:HG3 2.01 0.61
5:E:192: THR:HG23 5:E:195:GLU:OE1 2.00 0.61
12:7:196:LEU:O 12:7:200:VAL:HG23 2.00 0.61
14:N:57:ARG:O 14:N:61:ASP:HB2 2.00 0.61
2:B:111:VAL:HG12 2:B:156: TYR:HD?2 1.64 0.61
1:A:204:GLU:HB3 1:A:248:.1ILE:HG21 1.82 0.61
7:G:94:GLU:HG2 7:G:114:ARG:HD2 1.83 0.61
9:1:52: THR:O 9:1:55:VAL:HG12 2.00 0.61
3:Q:87:LEU:H 3:Q:87:LEU:HD12 1.66 0.61
1:0:178:ILE:O 1:0:182:LEU:HG 2.01 0.61
1:0:72:ILE:HA 1:0:81:MET:O 2.01 0.61
13:M:117:ASP:HB2 13:M:121:SER.:OG 2.01 0.61
10:J:9:LYS:HG3 10:J:148:ASN:HD22 1.66 0.61
1:0:17:THR:O 1:0:18.ILE:HG23 1.99 0.61
14:N:35:ILE:O 14:N:43:VAL:HG22 2.01 0.61
5:5:142:LEU:HB3 5:5:144:ILE:CD1 2.31 0.61
7:U:42: ASN:ND2 7:U:187:SER:HA 2.14 0.61
12:7:35:1ILE:HD11 12:7:45:MET:HE3 1.81 0.61
9:1:172: ASN:ND2 9:I:192: THR:HA 2.16 0.61
1:A:45:VAL:HG12 1:A:168:ALA:CB 2.31 0.60
14:N:17:ASP:HA 14:N:187:PHE:HB3 1.83 0.60
9:W:84:LYS:HE3 9:W:119:THR:CG2 2.30 0.60
2:P:178:ARG:NH2 2:P:194:LEU:HD12 2.17 0.60
3:C:77:VAL:HG12 3:C:78:ALA:N 2.17 0.60
8:H:1: THR:HA 8:H:33:LYS:HZ1 1.64 0.60
1:A:80:GLY:HA3 1:A:233:PHE:CZ 2.36 0.60
14:N:120:ARG:NH1 14:N:130:SER:HB2 2.17 0.60
2:P:46:ALA:HB2 2:P:211:LEU:CD1 2.23 0.60
7:G:194:GLN:O 7:G:198:ILE:HG13 2.01 0.60
2:B:68: THR:CG2 2:B:71:ILE:HB 2.30 0.60
6:F:208:VAL:O 6:F:227:GLY:HA2 2.01 0.60
1:0:41:ASN:OD1 1:0:173:PRO:HD2 2.01 0.60
8:H:74:SER:OG &:H:75: THR:N 2.34 0.60
1:A:126:GLN:NE2 1:A:127:ILE:N 2.49 0.60
8:V:4:MET:HB2 8:V:126:ILE:HG22 1.82 0.60
5:E:124:GLY:H 5:E:132:ARG:HB2 1.65 0.60
3:C:216:ILE:HG12 3:C:227:GLN:HB3 1.83 0.60
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Atom-1 Atom-2 distance (A) | overlap (A)
4:R:105:THR:HG23 4:R:108:TYR:HB3 1.82 0.60
4:D:162:GLN:HE21 4:D:163:THR:N 1.97 0.60
4:D:151:GLU:HG2 4:D:155:.1LE:HG13 1.83 0.60
1:A:82:VAL:CG1 1:A:142: THR:HB 2.31 0.60
9:W:84:LYS:HE3 9:W:119: THR:HG23 1.84 0.60
9:W:59:ILE:HG12 9:W:83:LEU:HD23 1.81 0.60
8:H:58:ILE:O 8:H:61:TYR:HB3 2.01 0.60
10:J:129:VAL:HB 10:J:137:LEU:CD1 2.31 0.60
9:W:58:LEU:O 9:W:61:SER:HB3 2.02 0.60
10:X:9:LYS:HG3 10:X:148:ASN:HD22 1.66 0.60
1:0:204:GLU:HB3 1:0:248: ILE:HG21 1.83 0.60
3:Q:77:VAL:HG22 3:Q:135:PHE:HE1 1.64 0.60
9:1:173:VAL:O 9:1:189:ASN:HA 2.02 0.60
5:E:59:LEU:HD13 5:E:60:GLU:N 2.17 0.60
13:M:4:LEU:HD12 13:M:5:GLY:H 1.66 0.60
11:Y:152: THR:HG23 | 11:Y:155:GLU:OE1 2.01 0.60
1:0:21:PRO:HA 2:P:23: TYR:CD1 2.37 0.60
7:U:175:LEU:HA 7:U:178:LEU:HD12 1.84 0.60
14:N:17:ASP:HA 14:N:187:PHE:CB 2.32 0.60
9:1:217:ILE:HD12 9:I:217:ILE:N 2.17 0.60
4:R:224:LEU:HD23 4:R:229:ILE:HG12 1.83 0.60
1:0:240:ASN:H 1:0:240:ASN:ND2 1.97 0.60
1:0:41:ASN:O 1:0:55:SER:HA 2.02 0.60
2:B:95:. THR:HA 2:B:99:ARG:HD?2 1.84 0.60
12:7:66:HIS:CD2 12:7:74:ILE:HB 2.36 0.60
10:J:115:PHE:CD1 10:J:115:PHE:N 2.70 0.60
5:E:64:ILE:N 5:E:64:ILE:HD12 2.17 0.60
4:D:99:THR:O 4:D:100:LEU:HD13 2.01 0.60
14:N:145:PRO:HA 9:W:165:ASN:ND2 2.16 0.60
11:Y:7:ARG:HH11 11:Y:7:ARG:HG2 1.66 0.60
1:0:128:TYR:HA 1:0:133:TYR:CE1 2.37 0.59
1:0:146:VAL:HG22 1:0:152:PRO:CA 2.31 0.59
1:0:70:SER:O 1:0:71:TYR:HD1 1.84 0.59
6:F:23:GLU:HA 6:1:26:LEU:HD12 1.84 0.59
8:H:157:HIS:NE2 8:H:196:LEU:HD13 2.16 0.59
4:D:224:1.EU:HD23 4:D:229:1LE:HG12 1.83 0.59
1:0:46:ARG:HG3 1:0:167:LYS:O 2.03 0.59
1:0:181:ASN:HD22 1:0:181:ASN:H 1.50 0.59
1:A:181:ASN:HB3 1:A:209:HIS:HE1 1.63 0.59
1:A:202:VAL:O 1:A:205:PHE:HB3 2.02 0.59
5:5:45:GLY:HA2 5:5:153:TYR:CE1 2.38 0.59
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7:U:54: THR:HA 7:U:209:LYS:HD2 1.83 0.59
3:C:77:VAL:HG22 3:C:135:PHE:HE1 1.67 0.59
1:A:131:ARG:HA 2:B:127:VAL:HG12 1.83 0.59
1:0:33:LYS:HD?2 1:0:33:LYS:N 2.17 0.59
&:V:14:LEU:CD1 8:V:34:.LEU:HD22 2.33 0.59
10:X:115:PHE:N 10:X:115:PHE:CD1 2.70 0.59
8:H:177:VAL:O 8:H:183:VAL:HA 2.02 0.59
7:G:47:PHE:O 7:G:215:1LE:HG22 2.03 0.59
2:P:71:ILE:HG12 2:P:138:GLY:HA3 1.84 0.59
1:A:155:TYR:CD2 1:A:165:GLY:HA2 2.38 0.59
1:A:20:SER:HB2 1:A:21:PRO:HD2 1.83 0.59
4:D:36:VAL:CG1 4:D:195: THR:HG23 2.33 0.59
11:Y:74:LEU:HD12 11:Y:79:VAL:HG22 1.84 0.59
5:E:220:SER:HA 5:E:231:TYR:HD1 1.68 0.59
8:H:13:ILE:HD11 8:H:177:VAL:HG13 1.84 0.59
13:M:29:ARG:HD2 13:M:191:ASP:OD1 2.01 0.59
2:P:64:VAL:HG21 2:P:212:ALA:HB3 1.84 0.59
2:P:84:VAL:O 2:P:88:LYS:HG3 2.02 0.59
14:N:45:ILE:HG21 14:N:52:MET:HG3 1.83 0.59
3:Q:70:ASN:ND2 3:Q:71:ASP:H 2.00 0.59
5:E:16:SER:HB3 5:E:22:PHE:HE2 1.67 0.59
4:D:199:LEU:O 4:D:203:VAL:HG23 2.03 0.59
4:R:11:PHE:N 5:5:23:GLN:HE22 2.00 0.59
6:T:33:SER:HB3 6:T:62:LYS:HZ3 1.67 0.59
3:Q:76:ALA:HB3 3:Q:136:ILE:HB 1.85 0.59
4:R:66:LYS:HA 4:R:72:VAL:HG12 1.84 0.59
10:X:35:PHE:CD2 10:X:35:PHE:N 2.71 0.59
5:5:64:1LE:HD12 5:5:64:ILE:N 2.17 0.59
1:0:128:TYR:HD1 1:0:133:TYR:CE1 2.19 0.59
1:A:42:SER:HA 1:A:54:ILE:O 2.03 0.59
5:5:51:GLU:HG3 5:5:208:MET:HG2 1.83 0.59
2:P:174:PHE:HD2 2:P:195:THR:HG1 1.51 0.59
6:1T:134:ILE:HD12 6:1:134:ILE:N 2.18 0.59
1:0:82: VAL:CG1 1:0:142:THR:HB 2.33 0.59
4:D:37:LYS:HB3 4:D:42:VAL:HG13 1.85 0.59
1:0:115:ASP:HB3 1:0:155:TYR:CE1 2.38 0.59
6:T:190:ILE:O 6:T:194:VAL:HG23 2.03 0.59
1:0:128:TYR:CD1 1:0:133:TYR:CE1 2.91 0.58
2:P:211:LEU:HG 2:P:212:ALA:N 2.17 0.58
2:B:112:SER:HA 2:B:156: TYR:HE2 1.68 0.58
12:L:4:LEU:C 12:L:4:LEU:HD22 2.23 0.58
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1:0:251:GLN:O 1:0:251:GLN:HG2 2.04 0.58
4:D:31:THR:HB 4:D:63:LYS:NZ 2.19 0.58
2:B:178: ARG:HH21 2:B:194:LEU:HD12 1.68 0.58
4:D:188:VAL:O 4:D:192:VAL:HG23 2.02 0.58
8:V:74:SER:OG 8:V:75: THR:N 2.36 0.58
1:A:250:GLU:HG2 1:A:251:GLN:N 2.17 0.58
4:R:37:LYS:HB3 4:R:42:VAL:HG13 1.85 0.58
6:1:131:GLY:O 6:1:132:LEU:HD23 2.02 0.58
R:V:143:ARG:HB3 8:V:143:ARG:NH1 2.19 0.58
13:M:91:LYS:HE2 13:M:94:PHE:O 2.03 0.58
6:F:194:VAL:O 6:F:197:ILE:HG22 2.02 0.58
2:B:111:VAL:HG12 2:B:156: TYR:CD2 2.38 0.58
1:A:44:ALA:CB 1:A:53:VAL:HG12 2.31 0.58
2:B:218:ASN:HD21 2:B:236:ARG:HD2 1.69 0.58
2:P:118:MET:SD 2:P:152:PRO:HA 2.42 0.58
1:A:183:GLU:HB3 1:A:187:LYS:HZ2 1.68 0.58
2:B:224: TYR:HA 9:1:184:ALA:O 2.03 0.58
1:A:79:ILE:HD12 1:A:79:ILE:N 2.18 0.58
10:J:35:PHE:N 10:J:35:PHE:CD2 2.71 0.58
1:0:203:VAL:HG12 1:0:207:ILE:HD11 1.84 0.58
7:G:42:ASN:ND2 7:G:187:SER:HA 2.18 0.58
7:G:42:ASN:HD21 7:G:187:SER:HA 1.67 0.58
12:7:176:ASN:ND2 12:7:190:ASN:HD22 2.01 0.58
6:F:82:ARG:O 6:F:86:ASN:HB2 2.04 0.58
8:H:18:SER:HB2 8:H:30:VAL:HA 1.86 0.58
12:L:35:ILE:HD11 12:L:45:MET:CE 2.33 0.58
14:N:174:ARG:HA 14:N:206:VAL:HG11 1.85 0.58
14:N:49:ILE:HG22 14:N:53:GLN:NE2 2.17 0.58
6:F:150:SER:O 7:G:82:PRO:HG2 2.04 0.58
2:B:94:HIS:NE2 2:B:98:LYS:HD3 2.18 0.58
5:E:219:LEU:O 5:E:231:TYR:HB2 2.04 0.58
3:C:150: THR:CG2 3:C:160: TRP:HE1 2.16 0.58
1:A:128:TYR:CD1 1:A:133:TYR:CE1 2.90 0.58
7:U:197:LYS:HG2 7:U:201:LEU:HD21 1.86 0.58
5:5:16:SER:HB3 5:5:22:PHE:HE?2 1.68 0.58
11:Y:24:1ILE:HG23 11:Y:25:SER:H 1.69 0.58
7:G:54: THR:HA 7:G:209:LYS:HD?2 1.84 0.58
5:E:177:GLU:CD 5:E:177:GLU:H 2.07 0.57
8:H:143:ARG:NH1 8:H:143:ARG:HB3 2.19 0.57
11:K:24:1ILE:HG23 11:K:25:SER:H 1.68 0.57
1:A:28:VAL:O 1:A:31:ALA:HB3 2.04 0.57
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1:0:103:GLU:HA &:V:61:TYR:HE2 1.67 0.57
6:T:194:VAL:O 6:T:197:ILE:HG22 2.03 0.57
2:B:159: TRP:CE3 2:B:162: THR:HB 2.39 0.57
5:5:192: THR:HG23 5:5:195:GLU:OFE1 2.02 0.57
4:D:180:ASP:0OD2 4:D:183:GLU:HG3 2.04 0.57
12:7:4:LEU:C 12:7:4:LEU.HD?22 2.24 0.57
9:1:196:ARG:HH12 10:J:142:GLU:HG3 1.70 0.57
1:A:33:LYS:N 1:A:33:LYS:HD2 2.15 0.57
&:V:156:LYS:NZ 8:V:188:PHE:HD1 2.00 0.57
2:P:238:LEU:HD12 2:P:238:LEU:N 2.19 0.57
5:5:108:ASN:O 5:S:111:SER:N 2.37 0.57
8:H:14:LEU:HD12 8:H:34:LEU.HD22 1.85 0.57
1:0:164:VAL:HG22 1:0:165:GLY:H 1.68 0.57
6:F:131:GLY:O 6:F:132:LEU:HD23 2.05 0.57
14:N:153:ARG:HG2 14:N:155:SER:H 1.68 0.57
1:0:63:LEU:HD11 7:U:175:LEU:HB2 1.86 0.57
5:5:167:TYR:CD1 5:5:170:LYS:HB2 2.40 0.57
4:R:69:SER:O 4:R:221:1LE:HD12 2.04 0.57
7:U:47:PHE:O 7:U:215:ILE:HG22 2.04 0.57
13:M:139:PRO:O 13:M:142:ASP:HB2 2.04 0.57
8:H:4:MET:SD 8:H:159:LEU:CD1 2.92 0.57
7:G:60:PRO:O 7:G:61:GLN:HB2 2.05 0.57
3:Q:133:VAL:HG12 3:Q:134:SER:N 2.19 0.57
8:V:66:TYR:CE1 8:V:70: TYR:HB2 2.40 0.57
4:R:22:TYR:O 4:R:25:GLU:HB2 2.04 0.57
1:0:79:ILE:HD12 1:0:79:ILE:N 2.18 0.57
14:N:82:SER:HA 14:N:118:PHE:CE2 2.40 0.57
13:M:147:PHE:CD1 13:M:161:LYS:HE3 2.40 0.57
6:T:43:HIS:HB3 6:T:215:ILE:HD11 1.86 0.57
1:0:183:GLU:O 1:0:187:LYS:HG3 2.04 0.57
3:Q:150: THR:CG2 3:Q:160: TRP:HE1 2.17 0.57
1:A:242:GLU:HA 1:A:245:LEU:HD12 1.85 0.57
1:0:87:ILE:O 1:0:91:ARG:HG3 2.05 0.57
14:N:9:ASP:HB3 14:N:158:PRO:O 2.03 0.57
11:K:191:VAL:O 11:K:193:ASP:N 2.38 0.57
11:Y:117:GLN:HE22 11:Y:131:ALA:H 1.53 0.57
1:0:242:GLU:HA 1:0:245:LEU:HD12 1.85 0.57
10:X:178:VAL:HG23 | 10:X:191:LEU:HD21 1.86 0.57
12:7Z:12:ILE:HD13 12:7:102:CYS:HB3 1.86 0.57
11:K:115:LEU:HD12 11:K:116: TYR:N 2.19 0.57
8:H:9:LYS:HD3 8:H:146:MET:O 2.05 0.57
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
10:X:29:ASN:HD22 10:X:29:ASN:N 2.02 0.57
14:N:148:ARG:HD2 9:W:165:ASN:HD21 1.69 0.57
6:T:150:SER:O 7:U:82:PRO:HG2 2.05 0.57
7:U:166:LYS:NZ 7:U:206:ASN:HD21 2.03 0.57
1:0:80:GLY:HA3 1:0:233:PHE:CZ 2.40 0.57
6:T:17:GLY:HA3 7:U:29:ALA:HB2 1.87 0.57
11:K:127:LEU:HD22 | 11:K:128:PRO:HD2 1.87 0.56
8:V:177:VAL:O 8:V:183:VAL:HA 2.05 0.56
1:A:17:THR:O 1:A:18:ILE:HG23 2.04 0.56
2:B:184:GLU:O 2:B:187:ASP:HB2 2.05 0.56
1:A:88:PRO:HD3 7:G:155:SER:HB3 1.86 0.56
4:R:199:LEU:O 4:R:203:VAL:HG23 2.05 0.56
9:1:14:1ILE:HD13 9:1:101:ALA:HB3 1.85 0.56
6:T:144:LEU:C 6:1:145:LEU:HD12 2.25 0.56
11:Y:95:ARG:HB3 11:Y:95:ARG:NH1 2.20 0.56
11:K:32:ASP:0OD1 11:K:34:THR:HB 2.05 0.56
6:F:34: VAL:HG22 6:F:35:THR:N 2.20 0.56
4:R:105: THR:HG23 4:R:108:TYR:CB 2.35 0.56
7:G:180:ASP:O 7:G:183:PRO:HD3 2.05 0.56
1:A:41:ASN:O 1:A:55:SER:HA 2.04 0.56
9:W:72:ARG:HH11 9:W:72:ARG:HG3 1.70 0.56
2:B:64:VAL:HG21 2:B:212:ALA:HB3 1.87 0.56
&:V:26:ILE:HG21 8:V:29:ARG:HB3 1.87 0.56
11:K:117:GLN:HE22 11:K:131:ALA:H 1.53 0.56
8:H:3:ILE:HG22 8:H:16:ALA:CB 2.35 0.56
2:P:184:GLU:O 2:P:187:ASP:HB2 2.05 0.56
1:0:183:GLU:HB3 1:0:187:LYS:HZ2 1.66 0.56
8:H:186:LEU:HD?22 8:H:188:PHE:HE?2 1.70 0.56
&:V:163:ILE:HG23 8:V:170:GLY:HA2 1.86 0.56
3:C:163:ILE:HG13 3:C:164:SER:N 2.20 0.56
3:Q:195:LYS:O 3:Q:199:LYS:HD3 2.05 0.56
11:K:74:LEU:HD12 11:K:79:VAL:HG22 1.86 0.56
11:Y:195:GLN:HA 11:Y:195:GLN:NE2 2.18 0.56
9:W:88:PHE:HB2 9:W:116:HIS:O 2.04 0.56
5:5:113: THR:O 5:5:116:VAL:HG23 2.06 0.56
6:F:159: THR:OG1 6:F:160:ALA:N 2.38 0.56
1:A:164:VAL:HG22 1:A:165:GLY:H 1.71 0.56
12:7:66:HIS:CE1 12:7:70:GLU:HG3 2.40 0.56
8:V:92:ASN:ND2 8:V:92:ASN:N 2.52 0.56
11:K:3:ILE:HD13 11:K:16:SER:HB3 1.87 0.56
6:F:50:LYS:HB3 6:F:59:TYR:HB3 1.86 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)
14:N:40:ASN:N 14:N:40:ASN:HD?22 1.83 0.56
6:F:96:SER:O 6:F:100:ASN:HA 2.05 0.56
7:U:100:LYS:NZ 7:U:100:LYS:HB3 2.21 0.56
&:H:14:LEU:CD1 8:H:34:LEU:HD22 2.36 0.56
14:N:7:LYS:HA 14:N:12: VAL:HG12 1.88 0.56
14:N:143:ALA:C 14:N:145:PRO:HD2 2.26 0.56
11:K:9:GLN:HE21 11:K:150:ASP:HA 1.70 0.56
3:C:152:ASN:HB2 3:C:153:PRO:CD 2.36 0.56
3:C:70:ASN:ND2 3:C:71:ASP:H 2.03 0.56
6:T:215:ILE:HG13 6:T1:216:VAL:H 1.70 0.56
5:5:78:MET:HA 5:5:142:LEU:HD23 1.88 0.56
4:D:70:HIS:HB3 4:D:219:SER:OG 2.05 0.56
12:L:35:ILE:HD11 12:L:45:-MET:HE3 1.88 0.56
14:N:221:GLY:O 9:W:77:VAL:HG11 2.06 0.56
14:N:203:ASN:O 14:N:204:LEU:HD13 2.06 0.56
&:H:123:PRO:HB2 8:H:124:TYR:HD1 1.71 0.56
&:H:26:ILE:HG21 8:H:29:ARG:HB3 1.87 0.56
4:R:151:GLU:HB2 4:R:152:PRO:HD2 1.86 0.56
7:U:60:PRO:O 7:U:61:GLN:HB2 2.05 0.56
6:T:34:VAL:HG22 6:1:35: THR:N 2.19 0.56
13:M:176:ARG:NH1 | 9:W:200:GLN:HE22 2.04 0.56
10:J:49: THR:HG21 11:K:121:LEU:O 2.04 0.56
2:P:224:TYR:HA 9:W:184:ALA:O 2.06 0.56
7:U:19:ARG:HB2 7:U:19:ARG:HH11 1.70 0.56
9:W:34:LEU:HD22 9:W:174:ASP:HB3 1.88 0.56
11:Y:62:ASN:O 11:Y:65:LEU:HB3 2.05 0.56
7:U:194:GLN:HE22 7:U:197:LYS:HZ1 1.52 0.56
9:W:173:VAL:O 9:W:189:ASN:HA 2.05 0.56
4:D:105:THR:HG23 4:D:108:TYR:HB3 1.88 0.56
10:X:37:TYR:O 10:X:40:VAL:HG23 2.06 0.56
4:R:36:VAL:CG1 4:R:195: THR:HG23 2.36 0.56
12:L:54:PHE:C 12:L:54:PHE:CD2 2.78 0.56
1:0:128: TYR:HA 1:0:133:TYR:CD1 2.41 0.56
13:M:213:ASP:HB2 9:W:19:ARG:HH22 1.71 0.56
7:G:44:GLY:HA3 7:G:218:CYS:O 2.06 0.56
1:A:250:GLU:HG2 1:A:251:GLN:H 1.70 0.56
11:Y:34: THR:HG23 11:Y:35:ARG:N 2.20 0.56
1:0:159:PRO:C 1:0:161:GLY:H 2.09 0.56
1:0:162:TYR:C 1:0:162:TYR:HD1 2.10 0.56
9:1:103:VAL:CG1 9:1:108:SER:HA 2.25 0.55
8:V:18:SER:HB2 8:V:30:VAL:HA 1.87 0.55
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:54:1ILE:CG2 1:A:210:MET:SD 2.94 0.55
6:T:185:ASN:ND2 6:T:188:GLU:H 2.03 0.55
11:Y:32:ASP:OD1 11:Y:34:THR:HB 2.07 0.55
11:Y:82:PHE:O 11:Y:85:GLN:HB3 2.07 0.55
6:F:189:LEU:O 6:F:192:ALA:HB3 2.07 0.55
5:S:37:ALA:CB 5:5:50:VAL:HG12 2.36 0.55
3:Q:19:LEU:O 3:Q:21:GLN:N 2.39 0.55
11:Y:115:LEU:HD12 11:Y:116:TYR:N 2.21 0.55
11:K:95:ARG:HB3 11:K:95:ARG:NH1 2.21 0.55
1:0:126:GLN:O 1:0:129: THR:HB 2.06 0.55
2:P:36:GLY:O 2:P:161:ALA:HA 2.05 0.55
7:G:21:PHE:HA 7:G:24:GLU:CG 2.36 0.55
2:P:200:VAL:HG21 2:P:204:PHE:CE1 2.42 0.55
8:V:156:LYS:HD2 8:V:188:PHE:CE1 2.41 0.55
6:F:187:ASP:O 6:F:191:LYS:HG3 2.06 0.55
1:A:148:GLU:H 1:A:148:GLU:CD 2.10 0.55
11:K:7:ARG:HG2 11:K:7:ARG:HH11 1.71 0.55
1:0:131:ARG:HA 2:P:127:VAL:HG12 1.89 0.55
7:U:194:GLN:O 7:U:198:ILE:HG13 2.06 0.55
1:A:63:LEU:HD11 7:G:175:LEU:HB2 1.88 0.5
11:Y:38:SER:HB2 11:Y:39:PRO:HD2 1.88 0.55
9:1:84:LYS:HE3 9:1:119: THR:HG23 1.88 0.55
9:1:72:ARG:HH11 9:1:72: ARG:HG3 1.71 0.55
5:E:30:ALA:O 5 E:33:LEU:HB3 4.20 0.55
2:P:178:ARG:HH21 2:P:194:LEU:HD12 1.70 0.55
7:G:100:LYS:NZ 7:G:100:LYS:HB3 2.20 0.55
6:1:96:SER:O 6:T:100:ASN:HA 2.06 0.55
2:B:71:ILE:HG12 2:B:138:GLY:HA3 1.89 0.55
8:V:190:PRO:O 8:V:194:GLU:HG3 2.06 0.55
6:T:187:ASP:O 6:T:191:LYS:HG3 2.07 0.55
&:H:190:PRO:HA 8:H:193:TYR:CE2 2.42 0.55
1:0:20:SER:OG 1:0:24:ARG:N 2.39 0.55
14:N:105:ALA:C 14:N:106:ILE:HD12 2.27 0.55
10:J:49: THR:HB 11:K:122:GLY:O 2.07 0.55
3:Q:222: ASP:C 3:Q:224:GLU:H 2.10 0.55
7:G:98:PHE:CD1 7:G:98:PHE:C 2.80 0.55
5:5:177:GLU:H 5:5:177:GLU:CD 2.10 0.55
1:A:181:ASN:HD22 1:A:181:ASN:H 1.53 0.55
11:Y:66: TYR:CE1 11:Y:74:LEU:HD23 2.42 0.55
14:N:186:ASN:HD22 | 14:N:203:ASN:ND2 2.05 0.55
7:U:23:VAL:O 7:U:27:VAL:HG23 2.07 0.55
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Atom-1 Atom-2 distance (A) | overlap (A)
9:1:83:LEU:O 9:I:87:LEU:HB?2 2.06 0.5
&:V:185:ARG:NH1 8:V:185:ARG:HG3 2.22 0.55
7:G:67:GLN:HG2 14:N:69:ASP:OD1 2.06 0.55
3:Q:238:ILE:HD12 3:Q:241:LYS:HD2 1.89 0.55
7:G:217:TRP:CD1 7:G:217:TRP:N 2.74 0.55
1:A:43:LEU:C 1:A:43:LEU:HD23 2.27 0.55
5:S5:220:SER:HA 5:5:231:TYR:HD1 1.71 0.55
1:0:220:LYS:CB 1:0:242:GLU:HB2 2.37 0.55
1:A:220:LYS:CB 1:A:242:GLU:HB2 2.36 0.55
6:T:94:TYR:O 6:T:98:VAL:HG23 2.07 0.55
3:Q:64:GLU:O 3:Q:65:LYS:HG2 2.07 0.55
2:P:218:ASN:HD21 2:P:236:ARG:HD2 1.72 0.55
5:5:97:VAL:HG11 12:7:65:LEU:HD21 1.89 0.55
12:7:54:PHE:C 12:7:54:PHE:CD2 2.79 0.55
2:B:212:ALA:CB 2:B:237:LYS:HA 2.37 0.55
2:P:159: TRP:CE3 2:P:162:THR:HB 2.42 0.55
&:H:4:MET:SD 8:H:159:LEU:HD11 2.47 0.55
11:K:38:SER:HB2 11:K:39:PRO:HD2 1.89 0.55
1:A:41:ASN:HB2 1:A:56:GLN:OE1 2.07 0.55
8:V:48:SER:HB2 8:V:94.: THR:HB 1.88 0.5
9:W:14:ILE:HD13 9:W:101:ALA:HB3 1.88 0.55
3:C:37:GLY:HA2 3:C:45:VAL:O 2.06 0.54
12:1:66:HIS:CE1 12:1:70:GLU:HG3 2.42 0.54
1:A:139:VAL:HG23 1:A:141:LEU:HD21 1.87 0.54
4:D:221:ILE:O 4:D:222:VAL:HB 2.07 0.54
5:S5:118:ASP:O 5:S5:122:ARG:HG2 2.06 0.54
3:C:146:TYR:O 3:C:147:GLN:HG3 2.07 0.54
10:X:133:ALA:HB2 10:X:169:ASP:CB 2.37 0.54
9:W:83:LEU:O 9:W:87:LEU:HB2 2.07 0.54
7:U:46:VAL:HG22 7:U:217:-TRP:HB3 1.89 0.54
6:F:70:MET:CE 6:F:105:VAL:HG22 2.37 0.54
1:0:126:GLN:NE2 1:0:127:ILE:N 2.55 0.54
2:P:212:ALA:CB 2:P:237:LYS:HA 2.37 0.54
7:G:194:GLN:HE22 7:G:197:LYS:HZ1 1.56 0.54
14:N:40:ASN:N 14:N:40:ASN:ND2 2.51 0.54
11:Y:160:LEU:O 11:Y:164:VAL:HG23 2.07 0.54
6:T:82:ARG:O 6:T:86:ASN:HB2 2.07 0.54
4:D:206:GLY:C 4:D:208:LYS:H 2.11 0.54
4:R:181:ARG:HH22 5:5:60:GLU:HG2 1.72 0.54
8:H:53:GLN:HE22 9:I:119:THR:H 1.54 0.54
2:P:16:GLY:HA3 3:Q:28:SER:HB2 1.90 0.54

Continued on next page...




Page 49

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
5:E:64:.ILE:H 5:E:64:ILE:HD12 1.73 0.54
9:W:196:ARG:HH12 10:X:142:GLU:HG3 1.72 0.54
8:H:190:PRO:O 8:H:194:GLU:HG3 2.07 0.54
12:1:12:ILE:HD13 12:1.:102:CYS:HB3 1.89 0.54
2:B:84:VAL:O 2:B:88:LYS:HG3 2.07 0.54
5:5:40:ILE:HD12 5:5:200: VAL:HG23 1.88 0.54
3:C:29:ILE:C 3:C:31:HIS:H 2.09 0.54
1:0:18:.ILE:HD13 1:0:18:ILE:N 2.22 0.54
9:1:88:PHE:HB2 9:1:116:HIS:O 2.07 0.54
10:X:49: THR:HG21 11:Y:121:LEU:O 2.08 0.54
7:U:182:HIS:HA 7:U:184:GLU:OE2 2.07 0.54
7:U:85:ARG:CG 7:U:85:ARG:HH11 2.21 0.54
1:A:35:THR:O 1:A:38:THR:HG22 2.07 0.54
11:K:34: THR:HG23 11:K:35:ARG:N 2.23 0.54
1:0:200:GLU:O 1:0:204:GLU:HG3 2.08 0.54
7:G:21:PHE:HA 7:G:24:GLU:HG2 1.89 0.54
3:C:87:.LEU:H 3:C:87:LEU:HD12 1.73 0.54
1:A:43:LEU:HD22 1:A:54:1LE:HB 1.90 0.54
1:A:40:ILE:HD12 1:A:56:GLN:O 2.07 0.54
5:5:59:LEU:HD13 5:5:60:GLU:N 2.22 0.54
11:K:126:GLU:O 11:K:127:LEU:HD23 2.07 0.54
1:0:250:GLU:HG2 1:0:251:GLN:N 2.23 0.54
1:0:88:PRO:HD3 7:U:155:SER:HB3 1.90 0.54
7:G:194: GLN:HE22 7:G:197:LYS:NZ 2.06 0.54
11:K:24:1LE:HG23 11:K:25:SER:N 2.23 0.54
10:J:3:VAL:HG22 10:J:16:CYS:HB3 1.90 0.54
1:0:155:TYR:CD2 1:0:165:GLY:HA2 2.42 0.54
4:D:114:ALA:O 4:D:118:GLN:HB2 2.08 0.54
7:G:166:LYS:NZ 7:G:206:ASN:HD21 2.05 0.54
2:B:185:LEU:HD21 2:B:213:1ILE:HD13 1.89 0.54
9:I:132:LEU:N 9:1:132:LEU:HD23 2.23 0.54
7:U:135:THR:O 7:U:149:-MET:HA 2.06 0.54
8:H:156:LYS:HD2 8:H:188:PHE:CE1 2.43 0.54
8:H:163:ILE:HG23 8:H:170:GLY:HA2 1.90 0.54
2:B:57:MET:HB2 2:B:59:GLU:OE2 2.07 0.54
7:U:229:PHE:HD2 7:U:231:LYS:HE3 1.73 0.54
5:E:108:ASN:O 5:E:111:SER:N 2.41 0.54
7:U:39:ILE:HG13 7:U:46:VAL:HB 1.90 0.54
11:Y:87:LEU:HA 11:Y:90:SER:HB3 1.90 0.54
14:N:122:VAL:HA 14:N:127:VAL:O 2.07 0.54
2:B:12:PHE:HE?2 3:C:130:PRO:HG2 1.72 0.54
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Atom-1 Atom-2 distance (A) | overlap (A)
2:P:160:LYS:HD3 2:P:179: TRP:CH2 2.43 0.54
8:H:175:MET:HB2 8:H:186:LEU:HB2 1.90 0.54
1:A:203:VAL:HG12 1:A:207:ILE:HD11 1.89 0.54
8:V:160:SER:HB2 8:V:193:TYR:HB2 1.90 0.54
4:R:180:ASP:0D2 4:R:183:GLU:HG3 2.08 0.54
1:0:42:SER:HA 1:0:54:.1LE:O 2.09 0.53
7:U:201:LEU:H 7:U:201:LEU:HD13 1.73 0.53
5:5:151:ASP:HB2 5:5:154:GLN:OFE1 2.08 0.53
9:W:38:SER:HB2 9:W:41:ILE:CD1 2.37 0.53
1:A:41:ASN:OD1 1:A:173:PRO:HD2 2.08 0.53
1:0:162: TYR:CD1 1:0:162:TYR:C 2.82 0.53
10:J:100:VAL:HG12 10:J:101:ALA:N 2.23 0.53
5:E:118:ASP:O 5:E:122:ARG:HG2 2.09 0.53
1:0:185:HIS:ND1 1:0:185:HIS:O 2.41 0.53
3:C:44:1LE:HD11 3:C:146:TYR:HB3 1.91 0.53
3:C:58:GLU:HG2 3:C:59:GLN:N 2.23 0.53
9:I:3:ILE:HG22 9:1:16:ALA:CB 2.39 0.53
9:1.7.LYS:HA 9:I:12:VAL:HA 1.90 0.53
1:A:70:SER:O 1:A:71:TYR:HD1 1.90 0.53
3:C:238:ILE:HD12 3:C:241:LYS:HD2 1.89 0.53
7:U:169:GLN:CD 7:U:169:GLN:H 2.10 0.53
1:A:128:TYR:HA 1:A:133: TYR:CD1 2.42 0.53
9:W:52: THR:O 9:W:55:VAL:HG12 2.08 0.53
5:E:180:GLN:O 5:E:184:LEU:HB2 2.08 0.53
7:U:150:LEU:HD11 7:U:154:GLY:HA2 1.91 0.53
6:F:37:GLY:HA2 6:F:45:VAL:O 2.09 0.53
14:N:92:MET:HE2 14:N:106:ILE:HD13 1.91 0.53
11:K:62:ASN:O 11:K:65:LEU:HB3 2.08 0.53
1:A:248:ILE:HG22 1:A:251:GLN:OE1 2.08 0.53
3:Q:152:ASN:HB2 3:Q:153:PRO:CD 2.39 0.53
5:E:40:ILE:HD12 5:E:200:VAL:HG23 1.91 0.53
11:K:110:LYS:O 11:K:112:LYS:HG3 2.07 0.53
12:1L:16:VAL:CG2 12:1L:176:ASN:HB2 2.38 0.53
1:A:72:ILE:HA 1:A:81:MET:O 2.08 0.53
8:V:8:PHE:HE2 8:V:148:LYS:CA 2.17 0.53
9:W:132:LEU:HD23 9:W:132:LEU:N 2.21 0.53
10:X:3:VAL:CG2 10:X:16:CYS:HB3 2.38 0.53
12:1:176:ASN:HD21 | 12:L:190:ASN:HD22 1.53 0.53
2:P:98:LYS:HA 2:P:103:GLU:O 2.08 0.53
14:N:87:TYR:HD?2 14:N:88:LEU:HD23 1.73 0.53
13:M:77:ILE:HG23 13:M:78:ASN:N 2.24 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)
9:1:66:HIS:O 9:1.70: THR:HG23 2.09 0.53
1:0:123:ASN:O 1:0:127:ILE:HG13 2.09 0.53
4:R:163: THR:HG21 4:R:171:VAL:HG23 1.91 0.53
1:0:45:VAL:HG12 1:0:168:ALA:CB 2.39 0.53
5:5:114:GLN:HG3 5:S5:118:ASP:OD1 2.08 0.53
9:W:50:ALA:HB2 10:X:120:CYS:HB2 1.91 0.53
2:P:81:ASP:O 2:P:85:LEU:HB2 2.07 0.53
1:A:183:GLU:O 1:A:187:LYS:HG3 2.08 0.53
6:F:134: ILE:N 6:F:134:ILE:HD12 2.24 0.53
14:N:2:SER:OG 14:N:139:GLY:N 2.42 0.53
1:0:98:LYS:HD3 &:V:68:SER:O 2.08 0.53
1:A:185:HIS:O 1:A:185:HIS:ND1 2.41 0.53
7:U:23:VAL:O 7:U:26:ALA:HB3 2.08 0.53
5:E:167:TYR:CD1 5:E:170:LYS:HB2 2.43 0.53
12:L:24:ASN:OD1 10:X:171:LEU:HD12 2.09 0.53
9:1:34:LEU:HD22 9:1:174:ASP:HB3 1.91 0.53
3:C:64:GLU:O 3:C:65:LYS:HG2 2.09 0.53
6:T:50:LYS:HB3 6:T:59:TYR:HB3 1.90 0.53
1:A:117:LEU:O 1:A:121:MET:HG2 2.08 0.53
9:1:38:SER:HB2 9:I:41:ILE:HD13 1.90 0.53
7:U:180:ASP:O 7:U:183:PRO:HD3 2.09 0.53
11:K:195:GLN:HA 11:K:195:GLN:NE2 2.24 0.53
1:0:35:THR:O 1:0:38: THR:HG22 2.09 0.52
1:0:18:ILE:HG22 2:P:128:ARG:HB3 1.91 0.52
1:A:131:ARG:HH12 1:A:133:TYR:HB3 1.74 0.52
12:L:66:HIS:CD2 12:L:74:ILE:HB 2.43 0.52
7:G:19:ARG:HH11 7:G:19:ARG:HB2 1.74 0.52
11:Y:88:ALA:O 11:Y:91:ILE:HG22 2.09 0.52
4:R:99:THR:O 4:R:100:LEU:HD13 2.09 0.52
7:U:98:PHE:C 7:U:98:PHE:CD1 2.83 0.52
8:V:9:LYS:HD3 8:V:146:MET:O 2.09 0.52
5:E:170:LYS:HD2 5:E:171:ALA:N 2.23 0.52
6:T:185:ASN:HD22 6:T:186:PRO:N 2.06 0.52
10:J:163:LEU:HD11 10:J:193:MET:HB3 1.90 0.52
7:G:46:VAL:HG22 7:G:217'.TRP:HB3 1.89 0.52
3:Q:96:GLN:HB3 10:X:60:TYR:CE2 2.45 0.52
2:B:81:ASP:O 2:B:85:LEU:HB2 2.09 0.52
7:U:72:HIS:CE1 7:U:105:PRO:HB2 2.44 0.52
2:B:227.ILE:HG12 9:1:186: TYR:CD2 2.43 0.52
2:P:112:SER:HA 2:P:156:TYR:CE2 2.44 0.52
3:Q:70:ASN:HD22 3:Q:71:ASP:H 1.56 0.52
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
7:U:48:ALA:HB2 7:U:215:ILE:HG23 1.91 0.52
9:1:4:VAL:HG12 9:1:126:SER:HB2 1.92 0.52
12:7:81:LYS:HG3 12:7:85:ASN:HD21 1.74 0.52
6:F:213:1ILE:HG22 6:F:214:ALA:N 2.24 0.52
1:A:159:PRO:C 1:A:161:GLY:H 2.13 0.52
14:N:135:ALA:HB3 14:N:140:ALA:N 2.24 0.52
4:R:163:THR:HG21 4:R:171:VAL:CG2 2.39 0.52
8:V:163:ILE:HD12 8:V:170:GLY:HA2 1.92 0.52
3:C:165:VAL:N 3:C:169: THR:HG21 2.25 0.52
4:R:70:HIS:HB3 4:R:219:SER:OG 2.09 0.52
7:U:15:SER:OG 7:U:19:ARG:HB3 2.10 0.52
4:D:105:THR:HG23 4:D:108:TYR:CB 2.40 0.52
7:U:217:TRP:N 7:U:217: TRP:CD1 2.76 0.52
6:T:158:GLY:O 6:1:159: THR:HB 2.10 0.52
1:0:133:TYR:O 1:0:134:MET:HB3 2.08 0.52
1:A:155: TYR:HD2 1:A:164:VAL:O 1.93 0.52
6:F:26:LEU:O 6:F:29:ILE:HB 2.10 0.52
7:G:140:VAL:HG12 7:G:141:ASP:H 1.74 0.52
5:S:237:ALA:O 5:5:240:ILE:HB 2.10 0.52
7:G:169:GLN:HA 7:G:172:LYS:HB2 1.90 0.52
12:7:159:ARG:HD2 12:7:162:LEU:HD23 1.92 0.52
12:1L:81:LYS:HG3 12:1.:85:ASN:HD21 1.74 0.52
7:G:229:PHE:CD2 7:G:231:LYS:HE3 2.45 0.52
7:G:39:ILE:HG13 7:G:46:VAL:HB 1.91 0.52
2:B:49:LYS:HE2 2:B:58:SER:HB2 1.91 0.52
7:G:175:LEU:HA 7:G:178:LEU:HD12 1.90 0.52
11:Y:3:ILE:C 11:Y:4:LEU:HD23 2.29 0.52
13:M:194:GLU:HG3 13:M:205:LYS:HD3 1.91 0.52
6:T:37:GLY:HA2 6:T:45:VAL:O 2.09 0.52
12:1.:8:PHE:HA 12:1:146: TRP:CE3 2.45 0.52
8:V:6:VAL:O &:V:12:VAL:HG23 2.10 0.52
7:U:229:PHE:CD2 7:U:231:LYS:HE3 2.44 0.52
5:E:151:ASP:HB2 5:E:154:GLN:OE1 2.08 0.52
3:C:218:LYS:HG3 3:C:225:VAL:HG12 1.92 0.52
12:7:176:ASN:HD21 | 12:7Z:190:ASN:HD22 1.57 0.52
10:X:12:VAL:HG23 10:X:181:1LE:HB 1.92 0.52
8:V:13:ILE:HD11 &:V:177:VAL:HG13 1.92 0.52
1:A:18:ILE:HD13 1:A:18:ILE:N 2.24 0.52
1:A:18:ILE:HG22 2:B:128:ARG:HB3 1.91 0.52
2:B:108:LYS:HE2 2:B:143:ASN:ND2 2.25 0.52
8:H:31:THR:HG22 8:H:33:LYS:HG2 1.92 0.52
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Atom-1 Atom-2 distance (A) | overlap (A)
3:C:165:VAL:C 3:C:169: THR:HG21 2.30 0.52
14:N:148:ARG:HD2 9:W:165:ASN:ND2 2.24 0.52
1:A:220:LYS:HB3 1:A:242:GLU:HB2 1.91 0.52
9:W:4:VAL:HG12 9:W:126:SER:HB2 1.90 0.52
4:D:69:SER:O 4:D:221:ILE:HD12 2.10 0.52
4:D:235:GLN:O 4:D:235:GLN:HG2 2.10 0.52
7:G: 77 TYR:HB3 7:G:135:THR:HG23 1.91 0.52
14:N:26:LEU:HD23 8:V:165: TRP:C 2.29 0.52
9:W:5:GLY:O 9:W:124:TYR:HA 2.09 0.52
6:T:68:GLU:O 6:T:222:PHE:N 2.40 0.52
4:D:193:LYS:HE2 4:D:193:LYS:HA 5.80 0.52
10:J:12:VAL:HG23 10:J:181:ILE:HB 1.92 0.52
3:Q:29:1LE:C 3:Q:31:HIS:H 2.13 0.52
1:0:125:SER:HA 1:0:128:TYR:CD2 2.44 0.52
1:0:131:ARG:HG2 1:0:131:ARG:HH11 1.75 0.52
1:0:40:1LE:HD12 1:0:56:GLN:O 2.09 0.52
7:G:194:GLN:NE2 7:G:197:LYS:NZ 2.58 0.52
7:G:76:VAL:HG22 7.G:77:'TYR:H 1.75 0.52
8:H:74:SER:HB3 8:H:77:-THR:0G1 2.10 0.52
1:A:42:SER:O 1:A:170:ALA:HA 2.09 0.52
14:N:153:ARG:HG3 14:N:153:ARG:NH1 2.17 0.52
5:S5:136:ARG:HB2 5:5:137:PRO:CD 2.38 0.52
7:G:108:ILE:N 7:G:109:PRO:CD 2.73 0.52
3:Q:77:VAL:HG12 3:Q:78:ALA:N 2.25 0.52
6:F:118:LYS:HD2 6:F:118:LYS:N 2.25 0.52
6:T1:189:LEU:O 6:T:192:ALA:HB3 2.10 0.52
3:Q:146:TYR:O 3:Q:147:GLN:HG3 2.10 0.52
10:J:29:ASN:HD22 10:J:29:ASN:N 2.09 0.51
4:D:11:PHE:N 5:E:23:GLN:HE22 2.08 0.51
7:G:197:LYS:HG3 7:G:201:LEU:HD11 1.92 0.51
3:C:133:VAL:CG1 3:C:134:SER:N 2.73 0.51
3:C:222:ASP:C 3:C:224:GLU:H 2.13 0.51
3:Q:218:LYS:HG3 3:Q:225:VAL:HG12 1.91 0.51
9:1:52: THR:O 9:1:56: THR:HG23 2.10 0.51
1:0:220:LYS:HB3 1:0:242:GLU:HB2 1.92 0.51
12:7:16:VAL:CG2 12:7:176:ASN:HB2 2.40 0.51
11:Y:24:1ILE:HG23 11:Y:25:SER:N 2.25 0.51
2:B:34:SER:OG 2:B:47:THR:HB 2.09 0.51
5:5:110:GLU:HB3 5:5:156:PHE:CZ 2.44 0.51
6:1T:164:ARG:HH22 6:T:202:ARG:HB3 1.75 0.51
4:R:235:GLN:HG2 4:R:235:GLN:O 2.10 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
11:K:3:ILE:C 11:K:4:LEU:HD23 2.29 0.51
2:P:49:LYS:HE2 2:P:58:SER:HB2 1.91 0.51
11:Y:8:VAL:HG23 11:Y:9:GLN:H 1.76 0.51
14:N:62:LEU:O 14:N:65:GLU:HB3 2.10 0.51
7:U:194.GLN:NE2 7:U:197:LYS:NZ 2.59 0.51
10:J:184:ASP:CG 10:J:185:GLU:N 2.62 0.51
1:A:46:ARG:HG3 1:A:167:LYS:O 2.10 0.51
3:Q:58:GLU:HG?2 3:QQ:59:GLN:N 2.25 0.51
5:5:97:VAL:HG11 12:7:65:LEU:CD2 2.41 0.51
3:Q:24:TYR:O 3:Q:27:GLU:HG3 2.10 0.51
12:1.:159:ARG:O 12:1:162:LEU:HB3 2.11 0.51
12:L:144:TYR:CD2 12:1:145:LYS:N 2.78 0.51
6:F:38:LEU:N 6:F:38:LEU.HD23 2.26 0.51
13:M:138:MET:N 13:M:139:PRO:CD 2.73 0.51
7:G:201:LEU:HD13 7:G:201:LEU:H 1.75 0.51
3:C:191:GLU:HG2 3:C:195:LYS:HE?2 1.92 0.51
9:1:196:ARG:NH1 10:J:142:GLU:HG3 2.24 0.51
12:1:105: THR:HG21 12:L:108:GLU:QOFE1 2.10 0.51
3:Q:89:ASN:O 3:Q:93:1ILE:HG13 2.11 0.51
7:G:182:HIS:HA 7:G:184:GLU:OE2 2.11 0.51
10:X:163:LEU:HD11 10:X:193:MET:HB3 1.92 0.51
12:7:144: TYR:CD2 12:7:145:LYS:N 2.78 0.51
13:M:183: THR:HG23 13:M:189:VAL:O 2.11 0.51
4:R:114:ALA:O 4:R:118:GLN:HB2 2.10 0.51
&:H:92:ASN:N 8:H:92:ASN:ND2 2.58 0.51
2:P:94:HIS:NE2 2:P:98:LYS:HD3 2.26 0.51
9:1:5:GLY:O 9:1:124:TYR:HA 2.11 0.51
7:G:150:LEU:HD11 7:G:154:GLY:HA2 1.92 0.51
3:C:165:VAL:CA 3:C:169: THR:HG21 2.40 0.51
1:A:87:ILE:HG23 1:A:88:PRO:HD3 1.93 0.51
9:W:172:ASN:ND2 9:W:192: THR:HA 2.25 0.51
10:X:6:MET:CE 10:X:145:TYR:HD1 2.24 0.51
11:K:3:ILE:O 11:K:4:LEU:HD23 2.11 0.51
14:N:120:ARG:HH11 14:N:130:SER:HB2 1.76 0.51
5:E:15:PHE:CD1 5:E:21:LEU:HD?21 2.46 0.51
2:P:68: THR:CG2 2:P:71.1LE:HB 2.38 0.51
2:B:190:HIS:CE1 2:B:194:LEU:HD11 2.46 0.51
7:G:15:SER:OG 7:G:19:ARG:HB3 2.11 0.51
10:X:15:ALA:CB 10:X:178:VAL:HG22 2.40 0.51
4:R:27:VAL:HG11 4:R:132:SER:CB 2.41 0.51
3:C:140: TYR:CD1 3:C:141:ASP:N 2.79 0.51
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)

9:1:158:ALA:O 9:1:161:ALA:HB3 2.11 0.51
10:X:140:MET:HE3 10:X:144:LEU:HD11 1.91 0.51
1:0:54:1LE:CG2 1:0:210:MET:SD 2.99 0.51
7:G:71:ARG:NH1 14:N:64: THR:HG22 2.25 0.51
14:N:81:PRO:HA 14:N:84:ILE:HD12 1.91 0.51
7:U:194:GLN:HE22 7:U:197:LYS:NZ 2.08 0.51
6:1T:2:PHE:HD1 6:T:3:ARG:HG2 1.73 0.51
10:X:51:VAL:HG12 10:X:52: THR:N 2.25 0.51
11:K:66: TYR:CE1 11:K:74:LEU:HD23 2.45 0.51
5:5:180: GLN:O 5:5:184:LEU:HB2 2.10 0.51
8:H:160:SER:HB2 8:H:193:TYR:HB2 1.93 0.51
7:G:72:HIS:CE1 7:G:105:PRO:HB2 2.46 0.51
14:N:25:LEU:HD12 14:N:26:LEU:H 1.76 0.51
4:D:159: TRP:CZ2 5:E:59:LEU:HD23 2.46 0.51
6:1T:38:LEU:N 6:T:38:LEU:HD23 2.26 0.51
9:W:48: THR:O 9:W:51:ASP:HB2 2.11 0.51
1:A:156:LYS:HE2 1:A:166: TYR:CE2 2.46 0.51
1:0:144:VAL:HG12 1:0:154:ILE:HG12 1.93 0.51
12:7:38:ASN:HB2 12:7:39:PRO:HD2 1.93 0.51
5:E:110:GLU:HB3 5:E:156:PHE:CZ 2.45 0.51
6:F:94:TYR:O 6:F:98:VAL:HG23 2.11 0.51
2:B:68:THR:C 2:B:70:ASP:H 2.14 0.51
8:H:186:LEU:HD22 &:H:188:PHE:CE2 2.46 0.51
7:U:108:ILE:N 7:U:109:PRO:CD 2.74 0.51
9:1:180:ILE:HG22 9:1:180:ILE:O 2.10 0.51
12:7:110:PRO:O 12:7:111: THR:HG23 2.11 0.51
11:Y:5:GLY:HA2 11:Y:13:ILE:O 2.11 0.51
11:Y:18:LYS:HD3 11:Y:179:.1LE:HG13 1.92 0.51
9:W:66:HIS:O 9:W:70: THR:HG23 2.11 0.51
3:C:19:LEU:O 3:C:21:GLN:N 2.44 0.51
1:A:162: TYR:HD1 1:A:162:TYR:C 2.15 0.51
1:0:42:SER.:O 1:0:170:ALA:HA 2.10 0.50
1:0:54:ILE:HG13 1:0:225:VAL:CG2 2.40 0.50
11:Y:160:LEU:C 11:Y:160:LEU:HD23 2.32 0.50
3:Q:165:VAL:C 3:Q:169: THR:HG21 2.32 0.50
7:U:44:GLY:HA3 7:U:218:CYS:O 2.11 0.50
3:Q:120:GLN:O 3:Q:123:THR:HB 2.11 0.50
1:0:139:VAL:HG23 1:0:141:LEU:HD21 1.92 0.50
13:M:24:TYR:HA 9:W:167:LEU:HD12 1.92 0.50
2:B:200: VAL:HG21 2:B:204:PHE:CE1 2.46 0.50
7:G:108:ILE:N 7:G:108:ILE:HD13 2.27 0.50
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Atom-1 Atom-2 distance (A) | overlap (A)

10:J:90:ARG:O 10:J:90:ARG:HG3 2.10 0.50
10:X:29:ASN:H 10:X:29:ASN:HD22 1.59 0.50
12:7:4:LEU:HD12 12:7:161:ILE:HD11 1.92 0.50
1:0:145:SER:HA 1:0:228:ALA:HB1 1.92 0.50
6:T:24:TYR:N 6:T:24.TYR:CD1 2.79 0.50
4:R:78:LEU:HD12 4:R:81:ASP:0D2 2.11 0.50
12:7:182:GLU:HG3 12:7:182:GLU:O 2.10 0.50
7:G:23:VAL:O 7:G:26:ALA:HB3 2.11 0.50
&:H:156:LYS:NZ 8:H:188:PHE:HD1 2.05 0.50
6:F:121:GLN:HE22 7:G:86:HIS:CD2 2.24 0.50
&:H:40:LYS:HZ2 8:H:182:GLY:HA2 1.75 0.50
12:7:35:ILE:HD11 12:7:45:-MET-HE?2 1.94 0.50
3:Q:59:GLN:N 3:Q:59:GLN:NE2 2.59 0.50
1:A:76:SER:OG 1:A:77:ARG:N 2.44 0.50
6:1:159: THR:OG1 6:1:160:ALA:N 2.42 0.50
9:W:3:ILE:HD12 9:W:44:ALA:CB 2.42 0.50
5:E:37:ALA:CB 5:E:50:VAL:HG12 2.41 0.50
3:Q:156:ASN:HD21 4:R:79:ASN:HB2 1.77 0.50
1:0:41:ASN:HB2 1:0:56:GLN:OE1 2.11 0.50
2:P:108:LYS:HE2 2:P:143:ASN:ND2 2.26 0.50
2:P:66:LEU:HD11 2:P:68:THR:O 2.11 0.50
10:J:133:ALA:HB2 10:J:169:ASP:CB 2.40 0.50
4:R:133: THR:HG23 4:R:150: THR:CG2 2.35 0.50
1:A:98:LYS:HD3 &:H:68:SER:O 2.10 0.50
9:W:196:ARG:NH1 10:X:142:GLU:HG3 2.26 0.50
3:C:228:LYS:HB3 3:C:230:PHE:HE1 1.76 0.50
12:7:1:THR:HG23 12:7:33:ARG:CZ 2.42 0.50
1:A:38: THR:HG23 1:A:39:ASN:H 1.76 0.50
14:N:119:LEU:HG 14:N:134:LEU:HD12 1.93 0.50
3:C:120:GLN:O 3:C:123:THR:HB 2.11 0.50
8:H:48:SER:HB2 8:H:94: THR:HB 1.93 0.50
&:V:75: THR:HG22 8:V:111:TYR:HE1 1.75 0.50
5:E:46:VAL:HG23 5:E:153:TYR:HD1 1.76 0.50
5:S:64:1LE:HD12 5:5:64:ILE:H 1.75 0.50
1:0:102:ALA:CB 8:V:65:LEU:HD13 2.42 0.50
6:T:146:GLU:O 6:T:153:VAL:HA 2.11 0.50
1:A:195:ASN:O 1:A:196:GLU:HB2 2.11 0.50
3:C:13:PHE:H 4:D:19:GLN:HE22 1.57 0.50
1:0:131:ARG:HH12 1:0:133:TYR:HB3 1.76 0.50
10:J:149:LEU:HD12 10:J:154:LEU:HA 1.92 0.50
12:L:1: THR:HG23 12:1:33:ARG:CZ 2.42 0.50
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Atom-1 Atom-2 distance (A) | overlap (A)
13:M:6:ILE:HD12 13:M:6:ILE:N 2.27 0.50
9:W:158:ALA:O 9:W:161:ALA:HB3 2.11 0.50
14:N:171:ASN:ND2 | 14:N:174:ARG:HH21 2.10 0.50
3:C:70:ASN:HD22 3:C:71:ASP:H 1.59 0.50
14:N:142:MET:HG3 9:W:132:LEU:HB3 1.92 0.50
2:B:68: THR:O 2:B:70:ASP:N 2.44 0.50
8:H:18:SER:0OG 8:H:171:GLY:HA3 2.12 0.50
3:Q:70:ASN:ND2 3:Q:71:ASP:N 2.58 0.50
7:G:229:PHE:HD2 7:G:231:LYS:HE3 1.75 0.50
2:B:12:PHE:CE2 3:C:130:PRO:HG2 2.46 0.50
1:A:25:LEU:N 1:A:25:LEU:HD12 2.27 0.50
7:U:197:LYS:O 7:U:201:LEU:HD13 2.12 0.50
1:A:179:THR:HG23 2:B:55:LEU:HD12 1.92 0.50
6:F:185:ASN:ND2 6:F:185:ASN:C 2.64 0.50
8:V:53:GLN:HE22 9:W:119:THR:H 1.59 0.50
11:Y:34: THR:CG2 11:Y:35:ARG:N 2.74 0.50
6:T:36:VAL:CG2 6:T:160:ALA:HB2 2.42 0.50
10:J:6:MET:CE 10:J:145:TYR:HD1 2.24 0.50
10:X:100:VAL:HG12 10:X:101:ALA:N 2.25 0.50
6:F:144:LEU:HD23 6:F:144:LEU:C 2.32 0.50
11:K:82:PHE:O 11:K:85:GLN:HB3 2.12 0.50
13:M:132:ALA:HB1 13:M:186:HIS:CE1 2.47 0.50
8:H:190:PRO:O &:H:192:GLU:N 2.45 0.50
14:N:189:LEU:HD23 14:N:190:ALA:N 2.27 0.50
2:P:190:HIS:CE1 2:P:194:LEU:HD11 2.47 0.50
8:H:126:ILE:HD12 8:H:134:ILE:CG1 2.40 0.50
1:A:125:SER:HA 1:A:128:TYR:CD2 2.47 0.50
11:K:5:GLY:HA2 11:K:13:ILE:O 2.12 0.50
&:V:40:LYS:HZ2 8:V:182:GLY:HA2 1.77 0.50
1:0:218:PHE:CD2 1:0:223:LEU:HD11 2.46 0.50
2:P:227:1LE:HG12 9:W:186:TYR:CD2 2.46 0.50
9:W:104:ASP:0O 9:W:106: THR:N 2.41 0.50
9:1:153:LYS:HD3 9:1:153:LYS:C 2.33 0.50
7:G:193:LYS:HE2 7:G:193:LYS:HA 3.94 0.50
9:W:175:VAL:HG12 9:W:176:CYS:N 2.27 0.50
1:0:38: THR:HG23 1:0:39:ASN:H 1.76 0.49
6:F:16: THR:O 7:G:28:LYS:HB3 2.12 0.49
2:B:130:PHE:O 2:B:152:PRO:HB3 2.12 0.49
11:Y:151:MET:HB3 11:Y:155:GLU:HB2 1.94 0.49
5:E:203:ILE:O 5:E:207:VAL:HG22 2.11 0.49
3:Q:114:ARG:HB2 3:Q:114:ARG:NH1 2.27 0.49
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Atom-1 Atom-2 distance (A) | overlap (A)
5:5:203:ILE:O 5:5:207:VAL:HG22 2.12 0.49
2:P:29:LYS:NZ 2:P:29:LYS:HB3 2.27 0.49
1:0:28:VAL:O 1:0:31:ALA:HB3 2.12 0.49
2:P:185:LEU:HD21 2:P:213:1LE:HD13 1.94 0.49
7:U:24:GLU:O 7:U:27:VAL:HB 2.12 0.49
13:M:91:LYS:HB3 13:M:94:PHE:O 2.12 0.49
11:K:160:LEU:HD23 11:K:161:LYS:N 2.27 0.49
1:A:146:VAL:HA 1:A:151:GLY:O 2.12 0.49
4:R:31:THR:HB 4:R:63:LYS:HZ1 1.76 0.49
5:5:15:PHE:CD1 5:5:21:LEU:HD21 2.46 0.49
3:Q:133:VAL:CG1 3:Q:134:SER:N 2.74 0.49
1:A:76:SER:HB3 1:A:79:ILE:HD13 1.94 0.49
6:F:92:CYS:HA 6:F:103:LEU:HD22 1.95 0.49
12:1L:159:ARG:HD2 12:L:162:LEU:HD23 1.94 0.49
11:Y:118:ILE:HA 11:Y:123:THR:O 2.12 0.49
1:A:73:PHE:N 1:A:73:PHE:CD1 2.80 0.49
1:0:43:LEU:HD12 1:0:178:ILE:HG22 1.93 0.49
2:P:23:TYR:O 2:P:26:THR:HB 2.12 0.49
1:A:43:LEU:HD12 1:A:178:ILE:HG22 1.93 0.49
3:Q:163:1LE:HG13 3:Q:164:SER:N 2.27 0.49
14:N:8:TYR:CE2 14:N:162: VAL:HG22 2.47 0.49
8:V:175:MET:HB2 &:V:186:LEU:HB2 1.94 0.49
14:N:13:ILE:HG22 14:N:14:1LE:N 2.28 0.49
6:T:36:VAL:HG22 6:T:160:ALA:HB2 1.93 0.49
12:7:159:ARG:O 12:7:162:LEU:HB3 2.13 0.49
8:V:36:ARG:HB2 8:V:42: TRP:CZ2 2.47 0.49
1:0:54:ILE:HG13 1:0:225:VAL:HG21 1.94 0.49
6:F:72:LEU.HD23 6:F:132:LEU:HD22 1.93 0.49
7:G:25:TYR:N 7:G:25:TYR:CD2 2.80 0.49
8:V:110:VAL:O 8:V:121:LYS:HA 2.12 0.49
1:A:91:ARG:HH12 7:G:156:TYR:H 1.60 0.49
3:Q:163:ILE:HD12 3:Q:173:GLN:OE1 2.11 0.49
8:H:1:THR:HA 8:H:33:LYS:HZ3 1.75 0.49
11:Y:3:ILE:O 11:Y:4:LEU:HD23 2.11 0.49
9:1:4:VAL:HG22 9:I:159:ILE:HD11 1.94 0.49
4:R:27:VAL:HG11 4:R:132:SER:HB2 1.94 0.49
10:X:18:LEU:HD12 10:X:175:GLY:HA3 1.94 0.49
6:T:92:CYS:HA 6:T:103:LEU:HD22 1.95 0.49
8:H:66:TYR:CE1 8:H:70: TYR:HB2 2.48 0.49
4:R:112:TYR:O 4:R:116:VAL:HG23 2.12 0.49
3:Q:140:TYR:CD1 3:Q:141:ASP:N 2.80 0.49
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11:Y:110:LYS:O 11:Y:112:LYS:HG3 2.12 0.49
9:I:131:SER:O 9:1:135:-MET:HB2 2.11 0.49
4:R:31:THR:HB 4:R:63:LYS:HZ3 1.76 0.49
6:T:94: TYR:CE1 6:T:98:VAL:HG21 2.48 0.49
9:W:220:ILE:HG22 9:W:221:CYS:N 2.27 0.49
12:1:110:PRO:O 12:L:111: THR:HG23 2.12 0.49
4:R:176:GLU:OE2 5:5:57:PRO:HD2 2.13 0.49
6:T:171: TYR:CD2 6:1T:171:'TYR:C 2.85 0.49
11:K:4:LEU:HD22 11:K:131:ALA:HB2 1.95 0.49
5 E:33:LEU:H 5 E:33:LEU:HD12 1.76 0.49
1:A:126:GLN:O 1:A:129: THR:HB 2.12 0.49
1:A:225:VAL:CG1 1:A:226:GLY:N 2.75 0.49
9:1:3:ILE:HD12 9:1:44:ALA:CB 2.42 0.49
11:Y:9:GLN:HE21 11:Y:150:ASP:HA 1.78 0.49
12:7Z:4:LEU:HA 12:7:100:MET:CE 2.43 0.49
4:R:174:.PHE:CZ 4:R:178:ASN:ND2 2.80 0.49
7:G:35: THR:CG2 7:G:167:GLY:H 2.26 0.49
9:W:131:SER:O 9:W:135:MET:HB2 2.13 0.49
3:C:188:ASP:N 3:C:188:ASP:0OD1 2.45 0.49
6:F:24:TYR:N 6:F:24:TYR:CD1 2.81 0.49
8:V:74:SER:HB3 8:V:77:.THR:0G1 2.12 0.49
3:Q:175:LEU:HD13 3:Q:196: THR:HA 1.94 0.49
12:7:15:ALA:HB1 12:7:161:ILE:HG13 1.94 0.49
11:Y:95:ARG:CZ 11:Y:95:ARG:HB3 2.43 0.49
&:V:190:PRO:HA 8:V:193:TYR:CE2 2.48 0.49
6:F:144:LEU:C 6:F:145:LEU:HD12 2.32 0.49
8:V:36:ARG:HB2 8:V:42: TRP:CE2 2.47 0.49
2:P:243:ILE:O 2:P:245:ASP:N 2.45 0.49
1:0:248:ILE:HG22 1:0:251:GLN:OE1 2.13 0.49
3:C:70:ASN:ND2 3:C:71:ASP:N 2.60 0.49
2:B:160:LYS:HD3 2:B:179: TRP:CH2 2.47 0.49
4:D:163:THR:HG21 4:D:171:VAL:CG2 2.42 0.49
10:J:51:VAL:HG12 10:J:52: THR:N 2.26 0.49
8:V:126:ILE:HD12 8:V:134:ILE:CG1 2.41 0.49
13:M:117:ASP:OD2 | 13:M:119:VAL:HG22 2.12 0.49
5:E:178:GLY:HA3 5:E:207:VAL:HG11 1.95 0.49
9:I:1: THR:HB 9:I:46:ALA:HB1 1.94 0.49
3:C:73:ILE:HG12 3:C:108:VAL:HG22 1.94 0.49
1:A:133:TYR:O 1:A:134:MET:HB3 2.12 0.49
11:Y:70:GLU:O 11:Y:71:ASP:HB3 2.12 0.49
11:K:34:THR:CG2 11:K:35:ARG:N 2.75 0.49
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
2:P:44:VAL:CA 2:P:213:1ILE:HG22 2.42 0.49
14:N:81:PRO:HD2 14:N:112:GLN:OE1 2.13 0.49
1:A:131:ARG:HH11 1:A:131:ARG:HG2 1.78 0.49
6:F:2:.PHE:HD1 6:F:3:ARG:HG2 1.75 0.49
1:0:117:LEU:O 1:0:121:MET:HG2 2.13 0.49
12:L:206:SER:O 12:L:207:PHE:HB2 2.13 0.49
2:P:44:VAL:HG23 2:P:213:ILE:HG22 1.95 0.48
8:H:8:PHE:HE2 8:H:148:LYS:CA 2.21 0.48
2:B:156: TYR:HD1 2:B:156: TYR:O 1.95 0.48
2:P:196:LEU:O 2:P:200:VAL:HG23 2.13 0.48
3:C:181:LYS:0O 3:C:184:MET:HB2 2.13 0.48
7:G:245:GLU:C 7:G:247:ASN:H 2.16 0.48
7:U:25:TYR:N 7:U:25:TYR:CD2 2.79 0.48
9:W:152:1LE:HG22 9:W:153:LYS:N 2.27 0.48
12:7:123:LYS:HG3 12:7:124:GLY:N 2.28 0.48
9:1:48: THR:O 9:1:51:ASP:HB2 2.13 0.48
12:1.:38:ASN:HB2 12:1:39:PRO:HD2 1.95 0.48
4:D:28:LYS:0O 4:D:166:ARG:HB3 2.13 0.48
6:F:36:VAL:CG2 6:F:160:ALA:HB2 2.43 0.48
3:C:198:SER:OG 3:C:199:LYS:N 2.47 0.48
1:0:220:LYS:O 1:0:220:LYS:NZ 2.41 0.48
11:K:119:ASP:OD2 11:K:123: THR:HB 2.12 0.48
3:C:140: TYR:CD1 3:C:140:TYR:C 2.87 0.48
1:A:162: TYR:CD1 1:A:162:TYR:C 2.86 0.48
9:W:153:LYS:HD3 9:W:153:LYS:C 2.33 0.48
4:D:174:PHE:CZ 4:D:178:ASN:ND2 2.81 0.48
4:R:201:GLU:O 4:R:204:GLN:NE2 2.45 0.48
3:Q:188:ASP:OD1 3:Q:188:ASP:N 2.46 0.48
8:H:80:SER:O 8:H:83:LYS:HB3 2.14 0.48
2:B:16:GLY:HA3 3:C:28:SER:HB2 1.96 0.48
7:U:246:1LE:HG23 7:U:246:ILE:O 2.11 0.48
8:V:131:SER:O 8:V:134:ILE:HG12 2.13 0.48
12:L:15:ALA:HB1 12:L:161:ILE:HG13 1.96 0.48
10:X:15:ALA:HB2 10:X:178:VAL:HG13 1.95 0.48
8:V:18:SER:OG 8:V:171:GLY:HA3 2.14 0.48
9:W:45:GLY:HA2 9:W:98:LEU:HB3 1.95 0.48
14:N:84:ILE:HG13 14:N:84:1LE:H 1.46 0.48
5:E:142:LEU:HB2 5:E:158:ALA:CB 2.41 0.48
1:A:124:LEU:HD23 1:A:127:ILE:HD12 1.94 0.48
14:N:45:ILE:CG2 14:N:52:MET:HG3 2.43 0.48
8:V:67: THR:O 8:V:69:GLN:N 2.46 0.48
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
9:1:220:1LE:HG22 9:1:221:CYS:N 2.27 0.48
11:Y:168:GLU:HG2 11:Y:175:PHE:CZ 2.46 0.48
4:D:36:VAL:HG13 4:D:195: THR:HG23 1.94 0.48
11:K:95:ARG:HB3 11:K:95:ARG:CZ 2.43 0.48
3:Q:39:MET:HE1 3:QQ:146: TYR:HB3 1.95 0.48
6:F:171:TYR:CD2 6:F:171:TYR:C 2.87 0.48
1:0:91:ARG:HH12 7:U:156: TYR:H 1.61 0.48
6:F:43:HIS:HB3 6:F:215:ILE:HD11 1.94 0.48
7:G:137:PHE:CD2 7:G:137.:PHE:N 2.81 0.48
11:K:160:LEU:HD23 11:K:160:LEU:C 2.34 0.48
1:A:225:VAL:HG12 1:A:226:GLY:N 2.29 0.48
3:Q:165:VAL:N 3:Q:169: THR:HG21 2.29 0.48
5:5:22:PHE:CD2 5:5:22:PHE:N 2.82 0.48
6:F:185:ASN:ND2 6:F:188:GLU:H 2.11 0.48
13:M:186:HIS:HD2 13:M:188:GLN:H 1.62 0.48
6:T:126:ARG:NH1 6:T:127:PRO:O 2.47 0.48
9:W:97:TYR:CD1 9:W:97:TYR:N 2.81 0.48
10:J:18:LEU:HD12 10:J:175:GLY:HA3 1.96 0.48
6:F:197:1LE:HG23 6:F:198:SER:N 2.28 0.48
5:E:56:SER:HB3 5:E:57:PRO:HD2 1.95 0.48
8:V:186:LEU:HD?22 8:V:188:PHE:HE2 1.78 0.48
10:X:184:ASP:CG 10:X:185:GLU:N 2.65 0.48
10:X:16:CYS:SG 10:X:34:1ILE:HG13 2.53 0.48
1:0:220:LYS:O 1:0:221:ASN:HB2 2.12 0.48
8:V:143:ARG:HH11 8:V:143:ARG:HB3 1.77 0.48
4:R:36:VAL:HG13 4:R:195:THR:HG23 1.95 0.48
1:0:144:VAL:O 1:0:145:SER:HB3 2.13 0.48
7:U:245:GLU:C 7:U:247:ASN:H 2.16 0.48
2:P:157:PHE:CE2 3:Q:52:VAL:HG11 2.49 0.48
4:D:48:ARG:HH11 4:D:48:ARG:HG2 1.77 0.48
2:B:29:LYS:HB3 2:B:29:LYS:NZ 2.29 0.48
2:B:238:LEU:CD1 2:B:238:LEU:N 2.77 0.48
7:U:150:LEU:HD11 7:U:154:GLY:CA 2.44 0.48
7:G:23:VAL:O 7:G:27:VAL:HG23 2.14 0.48
3:C:208:TYR:CG 3:C:209:ASP:N 2.81 0.48
5:E:133:LEU:H 5:E:133:LEU:HD22 1.78 0.48
7.U. 77 TYR:HB3 7:U:135: THR:HG23 1.96 0.48
&:V:55:ILE:O 8:V:59:VAL:HG23 2.14 0.48
&:V:75: THR:HG22 8:V:111:TYR:CE1 2.49 0.48
6:1:121:GLN:HE22 7:U:86:HIS:CD2 2.25 0.48
12:L:53:GLN:OE1 13:M:121:SER:HA 2.13 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
8:V:89:ASN:O 8:V:91:ASP:N 2.47 0.48
13:M:43:MET:HG2 13:M:44:SER:N 2.27 0.48
2:P:161:ALA:O 3:Q:56:LEU:HD23 2.14 0.48
7:G:194:GLN:HA 7:G:194:GLN:NE2 2.28 0.48
1:0:179: THR:HG23 2:P:55:LEU:HD12 1.96 0.48
1:A:123:ASN:O 1:A:127:ILE:HG13 2.14 0.48
2:B:226:GLY:HA3 9:1:186:TYR:O 2.14 0.48
3:Q:37:GLY:HA2 3:Q:45:VAL:O 2.13 0.48
11:K:152: THR:HG23 | 11:K:155:GLU:OE1 2.14 0.48
1:0:131:ARG:O 1:0:132:ALA:HB3 2.13 0.48
1:0:128:TYR:CD1 1:0:133:TYR:HE1 2.27 0.48
&:H:55:ILE:O 8:H:59:VAL:HG23 2.13 0.48
7:G:135:THR:O 7:G:149:MET:HA 2.13 0.48
7:G:48:ALA:HB2 7:G:215:1LE:HG23 1.95 0.48
14:N:19:LEU:HD11 14:N:26:LEU:HD12 1.95 0.48
2:P:187:ASP:O 2:P:190:HIS:HB3 2.13 0.48
9:I:175:VAL:HG12 9:1:176:CYS:N 2.28 0.48
4:R:11:PHE:H 5:5:23:GLN:NE2 2.05 0.48
8:H:185:ARG:HG3 8:H:185:ARG:NHI1 2.28 0.48
2:P:34:SER:OG 2:P:47.THR:HB 2.14 0.48
1:0:155:TYR:HD2 1:0:164:VAL:O 1.97 0.48
10:X:15:ALA:HB2 10:X:178:VAL:HG22 1.96 0.48
9:W:3:ILE:HG22 9:W:16:ALA:CB 2.44 0.48
12:7:64:ARG:NH2 12:7:68:LEU:HD21 2.28 0.48
1:0:73:PHE:N 1:0:73:PHE:CD1 2.80 0.48
9:I:90: TYR:N 9:1:90: TYR:CD2 2.82 0.48
4:D:176:GLU:OE2 5:E:57:PRO:HD2 2.14 0.48
1:A:128:TYR:HE1 1:A:133:TYR:HH 1.52 0.48
7:U:197:LYS:HG3 7:U:201:LEU:HD11 1.96 0.48
6:T:16:THR:O 7:U:28:LYS:HB3 2.14 0.48
4:R:233:VAL:O 4:R:237:GLU:HG2 2.13 0.48
1:0:25:LEU:HD12 1:0:25:LEU:N 2.29 0.47
3:C:186:VAL:HG13 3:C:187:ASP:N 2.29 0.47
7:U:136:ILE:HG12 7:U:149:MET:HG3 1.96 0.47
11:Y:160:LEU:HD23 11:Y:161:LYS:N 2.29 0.47
14:N:3:VAL:HG11 14:N:44:GLY:HA3 1.96 0.47
3:Q:165:VAL:CA 3:Q:169: THR:HG21 2.44 0.47
2:P:122:THR.:O 2:P:124:SER:N 2.47 0.47
6:T:133:LEU:C 6:1:134:ILE:HD12 2.34 0.47
6:F:118:LYS:H 6:F:118:LYS:HD2 1.78 0.47
3:Q:44:1LE:HD11 3:Q:146:TYR:HB3 1.96 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)
5:5:178:GLY:HA3 5:5:207:VAL:HG11 1.96 0.47
2:B:74:VAL:HG22 2:B:75: TYR:N 2.29 0.47
4:R:28:LYS:O 4:R:166:ARG:HB3 2.13 0.47
4:D:78:LEU:HD12 4:D:81:ASP:0OD2 2.13 0.47
3:C:175:LEU:HD13 3:C:196:THR:HA 1.96 0.47
1:0:124:LEU:HD23 1:0:127:ILE:HD12 1.96 0.47
6:F:94: TYR:CE1 6:F:98:VAL:HG21 2.50 0.47
2:B:122:THR:O 2:B:124:SER:N 2.47 0.47
2:B:24:ALA:C 2:B:26: THR:H 2.17 0.47
7:G:19:ARG:CG 7:G:19:ARG:HH11 2.27 0.47
4:D:112:TYR:O 4:D:116:VAL:HG23 2.13 0.47
11:K:50:GLY:HA3 12:L:118:ASP:O 2.14 0.47
13:M:48:PHE:H 13:M:98:VAL:HG13 1.79 0.47
3:C:156:ASN:HD21 4:D:79:ASN:HB2 1.79 0.47
6:F:123: TYR:CG 6:F:124:GLY:N 2.82 0.47
6:T:42: THR:HG22 6:T:218:LYS:NZ 2.29 0.47
12:L:16:VAL:O 12:L:175:VAL:HA 2.13 0.47
7:G:24:GLU:O 7:G:27:VAL:HB 2.14 0.47
14:N:212:ASP:O 14:N:214:ALA:N 2.47 0.47
8:H:133:PHE:HA 8:V:133:PHE:HA 1.96 0.47
1:A:126:GLN:NE2 1:A:127:ILE:HA 2.30 0.47
2:P:224:TYR:OH 2:P:230:ASP:HB3 2.14 0.47
1:A:144:VAL:HG12 1:A:154:1ILE:HG12 1.97 0.47
3:Q:114:ARG:HB2 3:Q:114:ARG:HH11 1.79 0.47
12:1:199:LYS:O 12:L:202:GLU:HB3 2.15 0.47
6:T:213:ILE:HG22 6:T:214:ALA:N 2.28 0.47
6:F:68:GLU:O 6:F:222:PHE:N 2.37 0.47
8:H:110:VAL:O 8:H:121:LYS:HA 2.14 0.47
2:P:68: THR:C 2:P:70:ASP:H 2.18 0.47
11:K:87:.LEU:HA 11:K:90:SER:HB3 1.96 0.47
3:C:185:LYS:HE3 3:C:185:LYS:HB3 1.68 0.47
8:H:4:MET:CB 8:H:126:ILE:HG22 2.44 0.47
4:D:163:THR:HG21 4:D:171:VAL:HG23 1.97 0.47
8:H:38:HIS:CE1 8:H:67:-THR:HG21 2.48 0.47
9:W:177:VAL:O 9:W:184:ALA:HA 2.14 0.47
9:W:7:LYS:HB3 9:W:12:VAL:HB 1.97 0.47
1:0:148:GLU:CD 1:0:148:GLU:H 2.17 0.47
9:W:90: TYR:CD2 9:W:90: TYR:N 2.82 0.47
10:J:33:LYS:HD2 10:J:33:LYS:N 2.30 0.47
7:G:194:GLN:NE2 7:G:197:LYS:HZ3 2.12 0.47
2:P:197:LYS:HA 2:P:204:PHE:CZ 2.49 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)
7:U:19:ARG:CG 7:U:19:ARG:HH11 2.27 0.47
3:Q:198:SER:OG 3:Q:199:LYS:HG3 2.14 0.47
3:Q:114:ARG:HG3 3:Q:115:LEU:N 2.26 0.47
8:H:97:ILE:HD12 8:H:98:1LE:N 2.29 0.47
14:N:167:GLU:HG3 14:N:168:ALA:N 2.30 0.47
7:G:188:ALA:O 7:G:191:ALA:HB3 2.14 0.47
8:H:189:TYR:O 8:H:192:GLU:HB2 2.14 0.47
11:K:135:SER:O 11:K:139: THR:HG23 2.13 0.47
2:P:211:LEU:CD2 2:P:238:LEU:HD22 2.45 0.47
9:1:21: THR:O 9:1:22:GLN:HB2 2.14 0.47
8:H:89:ASN:O 8:H:91:ASP:N 2.48 0.47
8:H:138:CYS:HA 8:H:154:PHE:CZ 2.49 0.47
1:A:126:GLN:NE2 1:A:126:GLN:C 2.68 0.47
1:A:131:ARG:NH1 1:A:133:TYR:HB3 2.30 0.47
4:R:162:GLN:HG3 4:R:163: THR:N 2.29 0.47
13:M:14:LEU:HA 13:M:14:LEU:HD23 1.77 0.47
3:Q:208:TYR:CG 3:QQ:209:ASP:N 2.82 0.47
8:V:3:ILE:HG22 8:V:16:ALA:CB 2.45 0.47
2:B:64:VAL:HG13 2:B:237:LYS:HE?2 1.95 0.47
10:J:29:ASN:O 10:J:30:LYS:HG3 2.14 0.47
1:0:24:ARG:O 1:0:25:LEU:C 2.53 0.47
2:P:64:VAL:HG13 2:P:237:LYS:HE2 1.96 0.47
6:F:36: VAL:HG22 6:F:160:ALA:HB2 1.95 0.47
8:H:110:VAL:HG12 &:H:122:LEU:O 2.15 0.47
3:C:195:LYS:0O 3:C:199:LYS:HD3 2.15 0.47
3:C:39:MET:HE1 3:C:146:TYR:HB3 1.97 0.47
3:C:198:SER:OG 3:C:199:LYS:HG3 2.14 0.47
2:B:197:LYS:HA 2:B:204:PHE:CZ 2.50 0.47
1:A:20:SER:OG 1:A:24:ARG:N 2.41 0.47
7:U:108:ILE:N 7:U:108:1ILE:HD13 2.30 0.47
1:0:216: THR:CG2 1:0:217:GLU:N 2.78 0.47
7:G:121:ALA:HA 7:G:124:LEU:HD12 1.96 0.47
6:'T:70: MET:CE 6:T:105:VAL:HG22 2.44 0.47
6:T:105:VAL:CG1 6:1:145:LEU:HD13 2.45 0.47
7:U:85:ARG:HH11 7:U:85:ARG:HG2 1.80 0.47
9:W:90: TYR:HD2 9:W:90:TYR:N 2.13 0.47
14:N:124:LEU:HD23 14:N:125:LEU:H 1.79 0.47
1:0:195:ASN:O 1:0:196:GLU:HB2 2.13 0.47
10:X:150:GLU:HB2 10:X:153:ASP:0OD2 2.14 0.47
2:P:24:ALA:C 2:P:26: THR:H 2.16 0.47
13:M:213:ASP:HB2 9:W:19:ARG:NH2 2.29 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)
8:V:107:LYS:CG 8:V:108:GLY:H 2.28 0.47
9:W:21:THR:O 9:W:22:GLN:HB2 2.14 0.47
4:D:149:GLN:HG2 4:D:150:THR:N 2.30 0.47
11:K:118:ILE:HA 11:K:123: THR.:O 2.14 0.47
12:7:12:1LE:CD1 12:7:102:CYS:HB3 2.45 0.47
11:Y:38:SER:CB 11:Y:39:PRO:HD2 2.44 0.47
4:D:233:VAL:O 4:D:237:GLU:HG2 2.15 0.47
3:C:24:TYR:O 3:C:27:GLU:HG3 2.14 0.47
9:I:105:PRO:O 9:1:106: THR:HG23 2.15 0.47
1:A:53:VAL:C 1:A:54:1LE:HD12 2.36 0.47
5:5:170:LYS:HD2 5:5:171:ALA:N 2.29 0.47
12:7:4:LEU:CD1 12:7:15:ALA:HB3 2.45 0.47
10:X:49: THR:HB 11:Y:122:GLY:O 2.15 0.47
5:5:27:SER:O 5:S5:30:ALA:HB3 2.14 0.47
1:A:60:PRO:HG2 1:A:61:ASP:H 1.80 0.47
4:D:212:1LE:HG21 4:D:224:LEU:HD22 1.97 0.47
7:G:71:ARG:NH1 14:N:64: THR:CG2 2,77 0.47
8:H:143:ARG:HH11 8:H:143:ARG:HB3 1.80 0.47
9:1:102:GLY:HA2 9:1:178:MET:SD 2.54 0.47
3:C:96:GLN:HB3 10:J:60:TYR:CE2 2.49 0.47
4:R:228:GLU:CA 4:R:231:GLN:HE21 2.24 0.47
8:H:153:ASP:HA &:H:156:LYS:HB2 1.97 0.47
3:C:163:ILE:HG13 3:C:164:SER:H 1.79 0.47
&:V:4:MET:SD 8:V:159:LEU:CD1 3.03 0.47
5:5:124:GLY:N 5:5:132:ARG:HB2 2.29 0.47
11:Y:3:ILE:HD12 11:Y:44:SER:HB2 1.96 0.47
2:P:218:ASN:HB3 2:P:221:LEU:HD13 1.96 0.47
7:U:85:ARG:NH1 7:U:85:ARG:HG2 2.30 0.47
3:Q:140:TYR:C 3:Q:140:TYR:CD1 2.89 0.47
9:W:10:ASN:C 9:W:180:1LE:HG13 2.35 0.47
1:0:156:LYS:HE2 1:0:166: TYR:CE2 2.50 0.47
3:Q:69:LEU:CD2 3:Q:92:ARG:HG3 2.45 0.47
2:B:64:VAL:CG1 2:B:237:LYS:HE?2 2.45 0.46
11:K:18:LYS:HD3 11:K:179:ILE:HG13 1.96 0.46
5:E:165:TYR:CE1 6:F:53:ALA:HB2 2.50 0.46
3:Q:185:LYS:HD2 3:Q:186:VAL:H 1.79 0.46
2:B:224: TYR:OH 2:B:230:ASP:HB3 2.14 0.46
13:M:59:PHE:O 13:M:62:SER:N 2.48 0.46
7:U:49:VAL:HG22 7:U:50:GLU:N 2.29 0.46
6:F:146:GLU:O 6:F:153:VAL:HA 2.15 0.46
5:5:39:GLY:O 5:S5:169:ALA:HA 2.15 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)
4:R:57: THR:OG1 4:R:58:ARG:N 2.48 0.46
7:U:35:THR:CG2 7:U:167:GLY:H 2.28 0.46
11:K:22: ARG:HB2 11:K:27:LEU:HD11 1.97 0.46
5:E:136:ARG:HB2 5:E:137:PRO:CD 2.39 0.46
2:P:189:ILE:O 2:P:193:LEU:HD12 2.15 0.46
5:5:81:LEU:HD12 5:S5:81:LEU:HA 1.69 0.46
9:W:1:THR:HB 9:W:46:ALA:HB1 1.97 0.46
6:F:54:ASP:CG 6:F:55:GLU:H 2.19 0.46
5:E:237:ALA:O 5:E:240:1LE:HB 2.16 0.46
3:Q:129:ARG:HG3 3:Q:129:ARG:O 2.14 0.46
1:0:120:ARG:HA 1:0:123:ASN:HB2 1.98 0.46
9:1:90: TYR:N 9:I:90: TYR:HD2 2.13 0.46
7:G:142:LYS:HG3 8:H:105:LYS:NZ 2.31 0.46
2:P:145:PHE:HE1 2:P:214:1LE:HG22 1.80 0.46
2:P:74:VAL:HG22 2:P: 75 TYR:N 2.30 0.46
11:K:88:ALA:O 11:K:91:ILE:HG22 2.15 0.46
1:A:155: TYR:HD2 1:A:165:GLY:HA2 1.78 0.46
1:A:16:1ILE:CG2 1:A:17:THR:N 2,77 0.46
11:K:52:THR:HG23 11:K:53:VAL:N 2.26 0.46
2:P:193:LEU:O 2:P:197:LYS:N 2.48 0.46
7:G:169:GLN:H 7:G:169:GLN:CD 2.18 0.46
11:K:3:ILE:CD1 11:K:16:SER:HB3 2.45 0.46
1:0:123:ASN:ND2 2:P:84:VAL:HG12 2.30 0.46
11:K:8:VAL:HG23 11:K:9:GLN:H 1.80 0.46
3:C:114:ARG:HG3 3:C:115:LEU:N 2.27 0.46
8:H:102: TYR:HA 8:H:108:GLY:HA2 1.97 0.46
7U 7' TYR:N .U TYR:CD2 2.83 0.46
8:V:9:LYS:HG3 8:V:145:ASN:OD1 2.16 0.46
2:P:200:VAL:HG21 2:P:204:PHE:CD1 2.51 0.46
5:5:8:TYR:O 5:5:9:ASP:CB 2.63 0.46
4:D:181:ARG:HH22 5:E:60:GLU:HG2 1.80 0.46
11:K:168:GLU:HG2 11:K:175:PHE:CZ 2.48 0.46
1:A:220:LYS:O 1:A:221:ASN:HB2 2.15 0.46
1:0:117:LEU:HD12 1:0:121:MET:HG2 1.97 0.46
5:5:165: TYR:HE2 6:1:60:GLN:HB2 1.79 0.46
3:C:107:PRO:HB2 3:C:110:ILE:HD12 1.97 0.46
6:F:126:ARG:NH1 6:F:127:PRO:O 2.49 0.46
7:U:106:ILE:HA 7:U:107:PRO:HD3 1.81 0.46
11:K:3:ILE:HD12 11:K:44:SER:HB2 1.97 0.46
14:N:19:LEU:HD13 14:N:20:GLY:N 2.29 0.46
2:B:112:SER:HA 2:B:156: TYR:CE2 2.50 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)
6:1:216:VAL:HB 6:1:222:PHE:HD2 1.80 0.46
11:Y:152: THR:OG1 11:Y:155:GLU:HG3 2.15 0.46
4:R:159: TRP:CZ2 5:S:59:LEU:HD23 2.50 0.46
7:G:193:LYS:HE2 7:G:193:LYS:HB3 1.73 0.46
6:F:164:ARG:HH22 6:F:202: ARG:HB3 1.80 0.46
6:1T:111:LEU:O 6:T:115:LYS:HB2 2.15 0.46
10:X:90:ARG:O 10:X:90:ARG:HG3 2.16 0.46
1:0:131:ARG:NH1 1:0:133:TYR:HB3 2.30 0.46
4:D:31:THR:HB 4:D:63:LYS:HZ1 1.80 0.46
3:Q:185:LYS:HD2 3:Q:186:VAL:N 2.31 0.46
1:A:112:MET:HA 1:A:113:PRO:HD3 1.73 0.46
1:A:33:LYS:H 1:A:33:LYS:CD 2.22 0.46
2:P:12:PHE:HE2 3:Q:130:PRO:HG2 1.80 0.46
10:J:117:LEU:N 10:J:117:LEU:HD23 2.30 0.46
2:P:226:GLY:HA3 9:W:186:TYR:O 2.15 0.46
3:Q:191:GLU:HG2 3:Q:195:LYS:HE2 1.96 0.46
6:T:36:VAL:CG1 6:T:37:GLY:N 2.79 0.46
9:W:104:ASP:C 9:W:106: THR:H 2.19 0.46
2:B:74:VAL:HG22 2:B:75: TYR:H 1.79 0.46
2:B:161:ALA:O 3:C:56:LEU:HD23 2.16 0.46
13:M:137:.ILE:HG23 13:M:178:SER:HB3 1.98 0.46
14:N:133:THR:O 14:N:134:LEU:HD23 2.15 0.46
3:C:185:LYS:HD2 3:C:186:VAL:H 1.80 0.46
8:H:138:CYS:HA &:H:154:PHE:CE1 2.50 0.46
7:U:49:VAL:HG11 7:U:65:LYS:HB2 1.98 0.46
10:X:98:PRO:HG2 10:X:115:PHE:CD1 2.51 0.46
13:M:190:GLY:O 13:M:191:ASP:HB2 2.14 0.46
7:G:204:GLU:HG3 7:G:207:LYS:HE2 1.98 0.46
4:R:221:ILE:O 4:R:222:VAL:HB 2.15 0.46
7:U:169:GLN:HA 7:U:172:LYS:HB2 1.96 0.46
9:1:38:SER:HB2 9:1:41:ILE:CD1 2.45 0.46
12:L:36:GLU:HA 12:1L:42:LEU:HD23 1.98 0.46
12:7:36:GLU:HA 12:7:42:LEU:HD23 1.98 0.46
5:5:225:GLN:HA 5:5:225:GLN:NE2 2.30 0.46
11:K:-1:MET:HG2 11:K:1:ASP:H 1.81 0.46
1:0:68: THR:HG21 7:U:158:GLY:CA 2.42 0.46
7:G:197:LYS:CG 7:G:201:LEU:HD21 2.46 0.46
3:C:89:ASN:O 3:C:93:ILE:HG13 2.15 0.46
3:C:77:VAL:CG1 3:C:78:ALA:N 2.79 0.46
1:0:146:VAL:HA 1:0:151:GLY:O 2.14 0.46
8:H:188:PHE:N 8:H:188:PHE:CD2 2.84 0.46
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Atom-1 Atom-2 distance (A) | overlap (A)
9:W:72:ARG:CG 9:W:72:ARG:HH11 2.27 0.46
10:J:37:TYR:O 10:J:40:VAL:HG23 2.16 0.46
13:M:51:ASP:OD2 13:M:96: TYR:HA 2.15 0.46
1:A:54:1LE:HG13 1:A:225:VAL:CG2 2.46 0.46
14:N:153:ARG:CG 14:N:153:ARG:HH11 2.23 0.46
1:0:60:PRO:HG2 1:0:61:ASP:H 1.81 0.46
12:1:98:GLY:O 12:1:99:THR:HB 2.15 0.46
5:5:240:ILE:O 5:5:243:LEU:HB3 2.16 0.46
12:7:199:LYS:O 12:7:202:GLU:HB3 2.16 0.46
3:Q:68:LYS:NZ 10:X:66:LYS:NZ 2.64 0.46
11:Y:190:GLN:C 11:Y:192:ASP:H 2.18 0.46
5:5:244:LYS:0O 5:5:244:LYS:HG2 2.14 0.46
1:0:16:ILE:CG2 1:0:17:THR:N 2.77 0.46
1:0:22:GLU:O 1:0:24:ARG:HG2 2.16 0.46
2:P:130:PHE:O 2:P:152:PRO:HB3 2.15 0.46
6:F:40:SER:HA 6:F:180:ILE:HD12 1.97 0.46
11:K:22:ARG:O 11:K:24:1ILE:N 2.48 0.46
3:C:59:GLN:N 3:C:59:GLN:NE2 2.64 0.46
2:P:200:VAL:HG12 2:P:201:GLU:N 2.31 0.46
9:1:3:ILE:HD12 9:1:44:ALA:HB3 1.98 0.46
12:7:85:ASN:O 12:7:89:GLN:HG2 2.15 0.46
3:Q:39:MET:CE 3:Q:146:TYR:HB3 2.46 0.46
13:M:133:ALA:O 13:M:134:ALA:C 2.54 0.45
8:H:82:PHE:HB2 &:H:113:ILE:CD1 2.46 0.45
6:F:40:SER:OG 6:F:41:ASN:N 2.49 0.45
6:F:63:ILE:O 6:F:64:1LE:HG13 2.17 0.45
1:A:128:TYR:HB2 1:A:129:THR:H 1.57 0.45
2:B:66:LEU:HD13 2:B:235:PHE:CG 2.51 0.45
7:U:72:HIS:HE1 7:U:105:PRO:HB2 1.80 0.45
&:V:113:ILE:HG12 &:V:119:VAL:HG13 1.98 0.45
10:J:81:LEU:O 10:J:82:VAL:C 2.55 0.45
11:K:38:SER:CB 11:K:39:PRO:HD2 2.46 0.45
13:M:59:PHE:HA 13:M:62:SER:OG 2.15 0.45
8:V:6:VAL:C 8:V:12:VAL:HG23 2.36 0.45
7:U:47:PHE:CE1 7:U:137:PHE:HA 2.52 0.45
5:5:56:SER:HB3 5:5:57:PRO:HD2 1.97 0.45
12:1.:182:GLU:OE2 13:M:139:PRO:HG3 47.73 0.45
13:M:2: THR:HG21 13:M:133:ALA:HB3 1.98 0.45
7:U:150:LEU:HD11 7:U:154:GLY:C 2.36 0.45
5:E:165:TYR:HE2 6:F:60:GLN:HB2 1.80 0.45
6:F:197:ILE:C 6:F:199:GLN:N 2.69 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)
7:G:47:PHE:CE1 7:G:137:PHE:HA 2.50 0.45
&:H:75: THR:HG22 8:H:111:TYR:HE1 1.81 0.45
2:P:70:ASP:C 2:P:71:ILE:HG13 2.36 0.45
14:N:62:LEU:C 14:N:62:LEU:HD23 2.36 0.45
2:B:189:.ILE:O 2:B:193:LEU:HD12 2.15 0.45
7:G:246:.1LE:HG23 7:G:246:ILE:O 2.15 0.45
4:R:45:GLY:C 4:R:46:CYS:SG 2.94 0.45
1:A:207:ILE:HD12 1:A:248:ILE:HD11 1.98 0.45
9:1:45:GLY:HA?2 9:1:98:LEU:HB3 1.98 0.45
3:Q:235:ILE:C 3:Q:237:ASP:N 2.70 0.45
3:Q:231:LYS:HA 3:Q:231:LYS:HE3 1.97 0.45
7:G:217:TRP:CD1 7:G:230:VAL:HG22 2.51 0.45
8:H:124:TYR:N 8:H:124:TYR:CD1 2.83 0.45
14:N:198:LEU:HD23 14:N:199: THR:N 2.31 0.45
1:A:120:ARG:HA 1:A:123:ASN:HB2 1.99 0.45
12:7:105: THR:HG21 12:7:108:GLU:OE1 2.16 0.45
5:E:37:ALA:HA 5:E:50:VAL:HG12 1.97 0.45
11:Y:22:ARG:HB2 11:Y:27.:LEU:HD11 1.97 0.45
13:M:166:LEU:H 13:M:166:LEU:HD12 1.82 0.45
6:F:111:LEU:O 6:F:115:LYS:HB2 2.16 0.45
5:E:225:GLN:HA 5:E:225:GLN:NE2 2.30 0.45
1:0:87:ILE:HG23 1:0:88:PRO:HD3 1.98 0.45
2:P:36:GLY:HA2 2:P:44:VAL:O 2.17 0.45
4:D:45:GLY:C 4:D:46:CYS:SG 2.94 0.45
6:F:129:GLY:O 6:F:130:VAL:HB 2.16 0.45
7:G:217'TRP:HD1 7:G:217:TRP:N 2.15 0.45
14:N:55:1LE:O 14:N:58:LEU:N 2.50 0.45
3:C:142:ASP:0OD2 3:C:142:ASP:N 2.49 0.45
8:V:124:TYR:N 8:V:124:TYR:CD1 2.85 0.45
11:Y:52: THR:HG23 11:Y:53:VAL:N 2.27 0.45
11:Y:3:ILE:HD13 11:Y:16:SER:HB3 1.97 0.45
11:Y:7:ARG:NH1 11:Y:7:ARG:HG2 2.30 0.45
13:M:11:PHE:CD1 13:M:11:PHE:N 2.85 0.45
3:Q:106:ILE:HA 3:Q:107:PRO:HD3 1.85 0.45
1:0:243:GLU:O 1:0:243:GLU:HG2 2.16 0.45
4:R:206:GLY:C 4:R:208:LYS:H 2.19 0.45
6:T:118:LYS:HD2 6:T:118:LYS:N 2.31 0.45
7:U:80:LEU:HD23 7:U:80:LEU:HA 1.81 0.45
1:0:76:SER:HB3 1:0:79:ILE:HD13 1.97 0.45
6:F:33:SER:HB3 6:F:62:LYS:HZ3 1.79 0.45
3:C:91:ALA:HB2 3:C:115:LEU:HD21 1.98 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)
2:B:157:PHE:CE2 3:C:52:VAL:HG11 2.50 0.45
7:G:150:LEU:HD11 7:G:154:GLY:CA 2.47 0.45
1:A:54:1LE:HG13 1:A:225:VAL:HG21 1.97 0.45
7:U:201:LEU:CD1 7:U:201:LEU:N 2.79 0.45
3:Q:150: THR:O 3:Q:157:TYR:HA 2.15 0.45
10:X:149:LEU:HD12 10:X:154:LEU:HA 1.98 0.45
3:Q:119:LYS:HD?2 3:Q:153:PRO:HA 1.98 0.45
1:A:83:VAL:HG13 1:A:140:ILE:O 2.16 0.45
1:0:155:TYR:HD2 1:0:165:GLY:HA?2 1.81 0.45
7:U:140:VAL:HG12 7:U:141:ASP:H 1.82 0.45
&:V:138:CYS:O 8:V:154:PHE:HZ 1.99 0.45
10:X:136:GLN:OE1 10:X:136:GLN:N 2.48 0.45
1:0:204:GLU:HB3 1:0:248:ILE:HG23 1.98 0.45
1:0:250:GLU:HG2 1:0:251:GLN:H 1.81 0.45
14:N:63:VAL:HG12 14:N:64: THR:N 2.32 0.45
2:B:193:LEU:O 2:B:197:LYS:N 2.49 0.45
2:B:23:TYR:O 2:B:26: THR:HB 2.17 0.45
13:M:80:ALA:O 13:M:83:ASN:HB3 2.17 0.45
4:R:37:LYS:HD3 4:R:147:LEU.:HB2 1.99 0.45
3:Q:70:ASN:HB3 3:Q:73:ILE:HB 1.97 0.45
7:U:217'TRP:CD1 7:U:230:VAL:HG22 2.52 0.45
10:X:112:ILE:HD12 10:X:128:1LE:HG12 1.99 0.45
1:0:243:GLU:O 1:0:246:VAL:HB 2.17 0.45
12:7:206:SER:O 12:7:207:PHE:HB2 2.17 0.45
10:X:177:VAL:HG21 10:X:188:LYS:HE2 1.98 0.45
3:Q:228:LYS:HB3 3:Q:230:PHE:HE1 1.81 0.45
12:1L:122:LEU:HA 12:L:122:LEU:HD23 1.66 0.45
13:M:91:LYS:O 13:M:95:PRO:HA 2.17 0.45
14:N:70:ASN:ND2 14:N:73:ALA:HB2 2.32 0.45
3:C:211:LEU:HD13 3:C:212:GLU:N 2.32 0.45
1:0:167:LYS:HZ2 1:0:192:ASP:HB2 1.82 0.45
2:P:75:TYR:CD2 2:P:76:SER:N 2.84 0.45
3:C:185:LYS:HD2 3:C:186:VAL:N 2.32 0.45
7:G:170:SER:O 7:G:174:GLU:HG2 2.17 0.45
14:N:8:'TYR:O 14:N:117:GLN:NE2 2.49 0.45
&:H:1:THR:O &:H:129:SER:HB3 2.17 0.45
2:P:229: THR.:O 2:P:231:LYS:NZ 2.49 0.45
10:J:140:MET:HE3 10:J:144:LEU:HD11 1.99 0.45
10:J:6:MET:HE?2 10:J:145:TYR:HD1 1.81 0.45
11:Y:119:ASP:0OD2 11:Y:123: THR:HB 2.17 0.45
3:C:129:ARG:HG3 3:C:129:ARG:O 2.17 0.45
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1:0:43:LEU:HD22 1:0:54:ILE:HB 1.99 0.45
7:G:197:LYS:O 7:G:201:LEU:HD13 2.17 0.45
3:C:94:HIS:CD2 3:C:114:ARG:HD2 2.51 0.45
1:A:24:ARG:O 1:A:25:LEU:C 2.55 0.45
2:B:200:VAL:HG12 2:B:201:GLU:N 2.31 0.45
11:K:49:ALA:O 11:K:52: THR:HG22 2.17 0.45
8:V:186:LEU:HD?22 8:V:188:PHE:CE2 2.52 0.45
12:L:54:PHE:C 12:L:54:PHE:HD2 2.20 0.45
8:V:190:PRO:O &:V:192:GLU:N 2.50 0.45
3:Q:13:PHE:H 4:R:19:GLN:HE22 1.64 0.45
14:N:192:ILE:HD12 14:N:192:ILE:N 2.32 0.45
2:B:44:VAL:HG23 2:B:213:ILE:HG22 1.99 0.45
2:P:44:VAL:CG2 2:P:211:LEU:HD11 2.47 0.45
6:F:176:LEU:O 6:F:178:THR:N 2.50 0.45
14:N:102:LEU:N 14:N:102:LEU:HD12 2.31 0.45
4:D:228:GLU:CA 4:D:231:GLN:HE21 2.23 0.45
13:M:187:ILE:CD1 9:W:24:PRO:HA 2.44 0.45
12:7:12:1LE:HG22 12:7:13:ILE:N 2.32 0.45
7:G:166:LYS:HZ2 7:G:206:ASN:HD21 1.64 0.45
10:J:42:LEU:HD12 10:J:43:GLY:H 1.82 0.45
10:X:66:LYS:HA 10:X:71:ARG:O 2.17 0.45
11:K:137:PHE:HB3 12:7:134:THR:0OG1 2.16 0.45
1:0:176:GLN:HA 1:0:179: THR:HB 1.98 0.45
4:R:227.:GLU:O 4:R:231:GLN:HG3 2.17 0.45
7:U:194.GLN:NE2 7:U:194.GLN:HA 2.32 0.45
10:J:80:GLN:O 10:J:83:SER:HB3 2.16 0.45
1:0:45:VAL:HG23 1:0:52: VAL:HG23 1.99 0.45
1:0:114:CYS:O 1:0:116:VAL:N 2.50 0.45
5:5:51:GLU:OE2 5:S5:53:ARG:HB2 2.17 0.45
7:U:137:PHE:CD2 7:U:137:PHE:N 2.85 0.45
9:W:128:GLY:O 9:W:131:SER:HB2 2.17 0.45
2:B:75:TYR:CD2 2:B:76:SER:N 2.85 0.45
7:U:116:GLY:O 7:U:120:GLN:HB2 2.17 0.45
11:K:190: GLN:C 11:K:192:ASP:H 2.20 0.45
10:J:150:GLU:HB2 10:J:153:ASP:0OD2 2.17 0.45
&:H:190:PRO:C &:H:192:GLU:H 2.20 0.44
7:U:21:PHE:HA 7:U:24:GLU:HG3 2.00 0.44
4:D:212:ILE:CG2 4:D:224:.LEU:HD22 2.47 0.44
8:H:95:ALA:H 8:H:115:LEU:HD13 1.81 0.44
3:Q:185:LYS:HB3 3:Q:185:LYS:HE3 1.64 0.44
4:D:57:THR:OG1 4:D:58:ARG:N 2.01 0.44
Continued on next page...
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10:X:29:ASN:ND2 10:X:29:ASN:N 2.64 0.44
&:V:4:MET:SD 8:V:159:LEU:HD11 2.57 0.44
10:J:15:ALA:CB 10:J:178: VAL:HG22 2.47 0.44
14:N:218:LYS:HA 8:V:32:ASP:0OD1 2.18 0.44
1:A:145:SER:HA 1:A:228:ALA:HB1 1.99 0.44
7:G:98:PHE:HD1 7:G:98:PHE:C 2.19 0.44
2:P:157:PHE:N 2:P:157:PHE:CD1 2.85 0.44
7:U:129:ARG:HA 7:U:130:PRO:HD3 1.82 0.44
2:B:36:GLY:HA2 2:B:44:VAL:O 2.18 0.44
14:N:203:ASN:C 14:N:204:LEU:HD13 2.37 0.44
1:0:135:ARG:HD3 7:U:12:SER:O 2.18 0.44
7:G:84:GLY:O 7:G:88:VAL:HG23 2.17 0.44
1:A:124:LEU:HA 1:A:124:LEU:HD23 1.88 0.44
1:A:16:ILE:CG2 1:A:17:THR:H 2.29 0.44
6:T:48:ALA:HB1 6:1:62:LYS:HG3 1.99 0.44
5:E:124:GLY:N 5:E:132:ARG:HB2 2.30 0.44
3:Q:198:SER:OG 3:Q:199:LYS:N 2.49 0.44
1:A:144:VAL:O 1:A:145:SER:HB3 2.17 0.44
11:Y:54:GLN:HG3 12:7:88:TYR:CE2 2.53 0.44
5:5:133:LEU:HD22 5:5:133:LEU:H 1.82 0.44
12:7:122:LEU:HA 12:7:122:LEU:HD23 1.62 0.44
8:H:189: TYR:HA 8:H:190:PRO:HD3 1.83 0.44
1:0:128:TYR:HE1 1:0:133:TYR:HH 1.58 0.44
1:A:64:.LEU:HD23 7:G:159:TYR:CD2 2.52 0.44
6:F:62:LYS:O 6:F:73:SER:HA 2.17 0.44
13:M:141:LEU:O 13:M:145:VAL:HB 2.17 0.44
3:C:163:ILE:CG1 3:C:164:SER:N 2.81 0.44
4:R:37:LYS:HG2 4:R:160:SER:O 2.17 0.44
12:L:4:LEU:HA 12:L:100:MET:CE 2.47 0.44
3:C:29:1LE:O 3:C:31:HIS:N 2.49 0.44
4:D:109:LEU:C 4:D:109:LEU:HD13 2.37 0.44
10:X:101:ALA:HA 10:X:111:PHE:O 2.17 0.44
4:D:27:VAL:HG11 4:D:132:SER:CB 2.47 0.44
6:F:232:LYS:HE3 6:F:233:TYR:CE2 2.52 0.44
2:P:57-MET:HB2 2:P:59:GLU:OE2 2.17 0.44
9:1:59:ILE:HG12 9:1:83:LEU:CD2 2.46 0.44
6:F:190:ILE:O 6:F:194:VAL:HG23 2.17 0.44
8:H:107:LYS:CG &:H:108:GLY:H 2.29 0.44
9:W:6:VAL:HG12 9:W:124:TYR:CB 2.36 0.44
8:H:163:ILE:HD12 8:H:170:GLY:HA2 1.98 0.44
7:U:171:ALA:HA 7:U:174:GLU:HB2 1.99 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
12:L:208:ASN:O 12:1L:210:VAL:N 2.51 0.44
7:U:240:ASP:HA 7:U:243:GLN:HB2 1.98 0.44
8&:H:147:SER:OG 8:H:150:GLU:HB2 2.18 0.44
1:A:117.LEU:HD12 1:A:121:MET:HG2 1.99 0.44
6:F:218:LYS:HB2 6:F:218:LYS:HE3 1.72 0.44
10:X:127:PHE:O 10:X:128:ILE:HD13 2.18 0.44
6:F:54:ASP:CG 6:F:55:GLU:N 2.71 0.44
5:E:26:TYR:O 5:E:29:GLU:N 2.50 0.44
9:W:81:GLN:O 9:W:85:GLN:HG3 2.18 0.44
13:M:2:THR:HA 13:M:131:GLY:HA3 2.00 0.44
14:N:208:ASN:HD22 14:N:208:ASN:C 2.21 0.44
2:P:64:VAL:CG1 2:P:237:LYS:HE2 2.47 0.44
5:E:187:TRP:CH2 5:E:189:SER:HA 2.52 0.44
6:F:36: VAL:CG1 6:F:37:GLY:N 2.81 0.44
3:C:70:ASN:HB3 3:C:73:ILE:HB 1.99 0.44
11:K:160:LEU:O 11:K:164:VAL:HG23 2.18 0.44
6:T:26:LEU:O 6:T:29:ILE:HB 2.17 0.44
10:J:3:VAL:CG2 10:J:16:CYS:HB3 2.46 0.44
8:V:34:LEU:CD2 8:V:44:CYS:HB3 2.48 0.44
8:V:138:CYS:HA 8:V:154:PHE:CE1 2.53 0.44
7:U:204:GLU:HG3 7:U:207:LYS:HE?2 1.98 0.44
12:1.:149:SER:HB2 12:1:152:ASP:CG 2.37 0.44
12:L:12:ILE:CD1 12:1.:102:CYS:HB3 2.48 0.44
1:0:126:GLN:NE2 1:0:127:ILE:HA 2.31 0.44
6:F:217:GLY:O 6:F:219:ASP:N 2.50 0.44
7:G:72:HIS:HE1 7:G:105:PRO:HB2 1.82 0.44
11:K:164:VAL:HA 11:K:167:LEU:HD12 1.99 0.44
1:0:33:LYS:CD 1:0:33:LYS:H 2.23 0.44
2:B:73:ALA:HB2 2:B:136:1LE:HG23 1.99 0.44
11:K:6:ILE:HG23 11:K:13:ILE:HB 2.00 0.44
&:V:67:THR:C &:V:69:GLN:H 2.21 0.44
2:B:174:PHE:HD?2 2:B:195: THR:HG1 1.65 0.44
6:F:42:THR:HG23 6:F:183:ASP:HB3 2.00 0.44
8:V:138:CYS:HA 8:V:154:PHE:CZ 2.51 0.44
12:7:149:SER:HB2 12:7:152:ASP:CG 2.38 0.44
2:B:239: THR:O 2:B:243:.1ILE:HG13 2.18 0.44
8:H:36:ARG:HB2 8:H:42: TRP:CZ2 2.53 0.44
14:N:189:LEU:HD23 14:N:189:LEU:C 2.38 0.44
1:0:181:ASN:N 1:0:181:ASN:ND2 2.65 0.44
8:H:6:VAL:O 8:H:12:VAL:HG23 2.17 0.44
2:P:66:LEU:HD13 2:P:235:PHE:CG 2.53 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

8:H:131:SER:O 8:H:134:ILE:HG12 2.17 0.44
1:A:128:TYR:HA 1:A:133: TYR:HE1 1.82 0.44
11:Y:49:ALA:O 11:Y:52: THR:HG22 2.17 0.44
8:V:1.THR:HA 8:V:33:LYS:HZ3 1.81 0.44
3:Q:133:VAL:O 3:Q:153:PRO:HG3 2.18 0.44
6:T:197:ILE:HG23 6:1T:198:SER:N 2.32 0.44
2:B:162: THR:OG1 2:B:163:ALA:N 2.50 0.44
14:N:96:ARG:HG3 14:N:97:SER:N 2.33 0.44
10:J:101:ALA:HA 10:J:111:PHE:O 2.18 0.44
12:7:8:PHE:HA 12:7:146:TRP:CE3 2.53 0.44
2:B:32:VAL:HG12 2:B:33: THR:N 2.33 0.44
6:T:90:GLN:H 6:T:90:GLN:HG2 1.46 0.44
8:V:178:LEU:HD13 8:V:178:LEU:HA 1.86 0.44
1:0:18:ILE:CD1 1:0:18:ILE:N 2.81 0.44
7:G:25'TYR:HA 7:G:28:LYS:HB2 2.00 0.44
4:R:149:GLN:HG2 4:R:150: THR:N 2.33 0.44
1:A:52:VAL:HG12 1:A:227:VAL:HG22 1.99 0.44
6:F:227:GLY:O 6:F:229:ALA:N 2.51 0.44
1:A:204:GLU:HB3 1:A:248:ILE:HG23 1.99 0.44
6:T:185:ASN:HA 6:T:186:PRO:HD?2 1.79 0.44
1:A:50:CYS:HA 1:A:228:ALA:O 2.17 0.44
11:Y:8:VAL:HG23 11:Y:9:GLN:N 2.33 0.44
10:J:42:LEU:HD12 10:J:99:VAL:O 2.18 0.44
3:Q:27:GLU:O 3:Q:29:1LE:N 2.51 0.44
5:5:165:TYR:CE2 6:T:60:GLN:HB2 2.53 0.44
3:Q:230:PHE:N 3:Q:230:PHE:CD1 2.86 0.44
5:E:81:LEU:HA 5:E:81:LEU:HD12 1.64 0.44
12:7:208:ASN:O 12:7:210:VAL:N 2.51 0.44
2:B:43:VAL:O 2:B:213:1LE:HB 2.17 0.44
1:A:106: TYR:HB2 8:H:61:TYR:HD?2 1.82 0.44
2:B:122: THR:HG22 2:B:123:GLN:N 2.33 0.44
2:P:38:LYS:HA 2:P:43:VAL:HG13 2.00 0.44
6:T:62:LYS:O 6:T:73:SER:HA 2.18 0.44
10:X:56:GLU:H 10:X:56:GLU:HG2 1.60 0.44
8:V:126:ILE:HD12 8:V:134:ILE:CD1 2.48 0.44
1:A:77:ARG:HA 1:A:77:ARG:HE 1.83 0.44
13:M:46:ASN:C 13:M:98:VAL:HG12 2.38 0.44
1:A:218:PHE:CD2 1:A:223:LEU:HD11 2.52 0.44
6:T:63:1LE:O 6:T:64:1LE:HG13 2.17 0.44
1:A:35:THR:OG1 1:A:36:ASN:N 2.01 0.43
12:L:182:GLU:HG3 12:L:182:GLU:O 2.17 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)
5:E:22:PHE:N 5:E:22:PHE:CD2 2.85 0.43
5:E:165:TYR:CE2 6:F:60:GLN:HB2 2.52 0.43
3:C:39:MET:HE1 3:C:146:TYR:CB 2.48 0.43
3:Q:186:VAL:HG13 3:Q:187:ASP:N 2.32 0.43
11:Y:164:VAL:HA 11:Y:167:LEU:HD12 2.00 0.43
7:G:150:LEU:HD13 7:G:156:TYR:HB3 2.00 0.43
2:P:197:LYS:HA 2:P:197:LYS:HE3 2.00 0.43
8:V:188:PHE:CD2 8:V:188:PHE:N 2.86 0.43
7:U:94:GLU:CG 7:U:114:ARG:HH11 2.31 0.43
9:1:191:LEU:HB3 9:1:193:PRO:HD3 1.99 0.43
11:Y:4:LEU:HD22 11:Y:131:ALA:HB2 1.99 0.43
13:M:114:TYR:CD2 13:M:124:ARG:HA 2.53 0.43
4:R:181:ARG:NH2 5:5:60:GLU:HG2 2.32 0.43
6:1:217:GLY:O 6:T:219:ASP:N 2.01 0.43
6:1T:123: TYR:CG 6:1:124:GLY:N 2.85 0.43
&:H:190:PRO:C &:H:192:GLU:N 2.71 0.43
12:1:25: TRP:CZ3 13:M:135:SER:HA 2.53 0.43
7:G:134:SER:CB 7:G:164: THR:HG21 2.48 0.43
8&:H:9:LYS:HG3 8:H:145:ASN:OD1 2.18 0.43
2:B:180:ASN:O 2:B:183:LEU:HG 2.17 0.43
4:R:162:GLN:HE21 4:R:163: THR:N 2.06 0.43
3:C:150:THR:O 3:C:157:TYR:HA 2.17 0.43
11:Y:-1:MET:HG2 11:Y:1:ASP:H 1.83 0.43
6:T:185:ASN:ND2 6:T:185:ASN:C 2.68 0.43
13:M:3:ILE:HG22 13:M:16:GLY:HA3 2.00 0.43
1:0:162:TYR:HD1 1:0:163:TYR:N 2.16 0.43
5:E:114:GLN:HG3 5:E:118:ASP:0OD1 2.18 0.43
5:5:241:LYS:C 5:5:243:LEU:N 2.70 0.43
10:X:6:MET:HE3 10:X:145:TYR:HD1 1.83 0.43
3:C:230:PHE:N 3:C:230:PHE:CD1 2.86 0.43
6:T:118:LYS:HD2 6:T:118:LYS:H 1.82 0.43
1:A:108:TYR:O 9:I:78:SER:HA 2.18 0.43
8:V:80:SER:O 8:V:83:LYS:HB3 2.18 0.43
13:M:170:GLU:OE1 13:M:170:GLU:HA 2.18 0.43
4:D:11:PHE:H 5:E:23:GLN:NE2 2.14 0.43
5:E:205:LYS:HB2 5:E:212:LEU:HD13 2.00 0.43
6:F:160:ALA:O 6:F:169:LYS:HE3 2.19 0.43
6:F:213:ILE:CG2 6:F:214:ALA:N 2.82 0.43
6:F:216:VAL:HB 6:F:222:PHE:HD2 1.83 0.43
2:P:74:VAL:HG22 2:P. 75 TYR:H 1.83 0.43
4:D:37:LYS:HD3 4:D:147.LEU:HB2 1.99 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)
5:E:78:MET:HA 5:E:142:LEU:HD23 2.00 0.43
7:U:63:ASN:HD22 7:U:63:ASN:H 1.66 0.43
14:N:153:ARG:CG 14:N:153:ARG:NH1 2.81 0.43
7:G:171:ALA:HA 7:G:174:GLU:HB2 2.00 0.43
4:D:155:ILE:HD12 4:D:155:ILE:C 2.39 0.43
12:L:4:LEU:HD12 12:L:161:ILE:HD11 2.00 0.43
5:E:244:LYS:O 5:E:244:LYS:HG2 2.19 0.43
14:N:201:LYS:O 14:N:204:LEU:HD11 2.18 0.43
1:0:236:LEU:HA 1:0:236:LEU:HD23 1.85 0.43
2:P:90:ARG:NH1 9:W:68:LEU:HB3 2.33 0.43
8:H:3:ILE:HG22 8:H:16:ALA:HB2 2.00 0.43
8:V:102: TYR:HA 8:V:108:GLY:HA2 2.01 0.43
12:7:76:VAL:HG23 12:7:105: THR:HG22 1.99 0.43
4:D:39:LYS:HB2 4:D:39:LYS:HE2 1.83 0.43
3:C:163:ILE:HD12 3:C:173:GLN:OE1 2.18 0.43
11:K:75:SER:O 11:K:79:VAL:HG23 2.19 0.43
11:K:7:ARG:HG2 11:K:7:ARG:NH1 2.34 0.43
14:N:-6:GLN:HG3 14:N:-5:PRO:N 2.32 0.43
6:1:176:LEU:O 6:T:178: THR:N 2.51 0.43
14:N:51:ASP:O 14:N:54:HIS:HB3 2.18 0.43
7:G:47:PHE:HZ 7:G:138:GLY:N 2.16 0.43
7:G:201:LEU:CD1 7:G:201:LEU:N 2.81 0.43
14:N:41: THR:HG21 14:N:84:1ILE:HD12 2.00 0.43
1:A:18:ILE:HB 2:B:20:GLN:NE2 2.34 0.43
1:A:89:ASP:0D2 1:A:137:LEU:HA 2.18 0.43
14:N:49:ILE:CG2 14:N:53:GLN:HE21 2.23 0.43
1:A:167:LYS:HG2 2:B:55:LEU:O 2.19 0.43
12:7:1: THR:HG22 12:7:2:THR:N 2.34 0.43
11:Y:54:GLN:HA 11:Y:54:GLN:OE1 2.18 0.43
4:D:50:SER:HA 4:D:53:LYS:HD3 2.00 0.43
10:X:33:LYS:HD?2 10:X:33:LYS:N 2.33 0.43
14:N:119:LEU:HD23 14:N:131:SER:O 2.19 0.43
1:0:182:LEU:HG 1:0:182:LEU:H 1.55 0.43
1:0:76:SER:OG 1:0:77:ARG:N 2.52 0.43
2:P.:67:.LEU:N 2:P:67:LEU:HD23 2.5 0.43
7:U:24:GLU:H 7:U:24:GLU:HG2 1.57 0.43
7:U:201:LEU:HD13 7:U:201:LEU:N 2.32 0.43
2:P:34:SER:O 2:P:163:ALA:HA 2.18 0.43
12:7:4:LEU:HD12 12:7:161:ILE:CD1 2.49 0.43
5:S5:37:ALA:HA 5:5:50:VAL:HG12 2.01 0.43
3:Q:39:MET:HE1 3:Q:146:TYR:CB 2.49 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)
9:W:3:ILE:HD12 9:W:44:ALA:HB3 2.00 0.43
5:E:42: THR:C 5:E:44:GLU:H 2.20 0.43
10:X:151:PRO:HG2 10:X:152:GLU:OE2 2.18 0.43
11:K:-1:MET:SD 11:K:133:GLY:CA 3.05 0.43
12:L:81:LYS:O 12:L:84:SER:HB2 2.18 0.43
14:N:122:VAL:HG13 14:N:122:VAL:O 2.19 0.43
1:0:169:THR:OG1 1:0:170:ALA:N 2.52 0.43
7:U:21:PHE:HD2 7:U:24:GLU:HG3 1.84 0.43
1:A:83:VAL:CG1 1:A:139:VAL:HB 2.48 0.43
6:T:197:ILE:C 6:T:199:GLN:N 2.72 0.43
7:G:121:ALA:C 7:G:123: THR:H 2.21 0.43
7:U:166:LYS:HZ3 7:U:206:ASN:HD21 1.67 0.43
6:F:42:THR:HG22 6:F:218:LYS:NZ 2.33 0.43
4:R:207:ALA:HB2 4:R:233:VAL:HG21 2.00 0.43
5:E:241:LYS:C 5:E:243:LEU:N 2.71 0.43
2:B:243.1LE:O 2:B:245:ASP:N 2.51 0.43
3:C:235:ILE:C 3:C:237:ASP:N 2.71 0.43
11:K:70:GLU:HA 11:K:70:GLU:OE1 2.18 0.43
14:N:-3:VAL:HA 14:N:21:SER:O 2.18 0.43
11:Y:76:PRO:HB2 11:Y:114:GLU:OE1 2.19 0.43
4:R:109:LEU:C 4:R:109:LEU:HD13 2.39 0.43
11:K:3:ILE:CG2 11:K:102:LEU:HG 2.48 0.43
5:E:21:LEU:O 5:E:24:VAL:HB 2.18 0.43
11:K:9:GLN:NE2 11:K:150:ASP:HA 2.33 0.43
8:H:7:THR:0OG1 &:H:123:PRO:O 2.34 0.43
8:H:3:ILE:HG22 8:H:16:ALA:HB1 1.99 0.43
2:P:139:HIS:HD2 2:P:144:GLY:C 2.21 0.43
2:B:59:GLU:HG3 2:B:59:GLU:H 1.55 0.43
11:K:68:1LE:C 11:K:68:ILE:HD12 2.38 0.43
1:0:112:MET:HA 1:0:113:PRO:HD3 1.74 0.43
14:N:144:ASN:O 14:N:148:ARG:HG3 2.18 0.43
12:7Z:4.LEU:HD11 12:7:15:ALA:HB3 1.99 0.43
4:D:81:ASP:O 4:D:82:SER:C 2.57 0.43
3:C:106:ILE:HA 3:C:107:PRO:HD3 1.85 0.43
4:R:39:LYS:HD3 4:R:186:ALA:HA 2.01 0.43
4:D:243:GLN:HG2 4:D:243:GLN:O 2.19 0.43
9:W:102:GLY:HA2 9:W:178: MET:SD 2.58 0.43
3:C:8:SER:O 3:C:9:ARG:O 2.37 0.43
7:G:49:VAL:HG11 7:G:65:LYS:HB2 2.01 0.43
2:P:108:LYS:HG2 2:P:148: TYR:OH 2.19 0.43
3:C:119:LYS:HD2 3:C:153:PRO:HA 2.00 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)
10:J:66:LYS:HA 10:J:71:ARG:O 2.19 0.43
10:J:136:GLN:N 10:J:136:GLN:OE1 2.50 0.43
7:U:76:VAL:HG22 7U T TYR:H 1.84 0.43
2:B:156:TYR:N 2:B:156: TYR:CD1 2.87 0.43
2:B:196:LEU:O 2:B:200:VAL:HG23 2.18 0.43
2:P:12:PHE:CE2 3:Q:130:PRO:HG2 2.54 0.43
2:B:61:LEU:HA 2:B:61:LEU:HD22 1.91 0.43
13:M:128:ARG:HG3 13:M:129:ALA:N 2.33 0.43
9:1:50:ALA:HB2 10:J:120:CYS:HB2 1.99 0.43
2:B:218:ASN:HB3 2:B:221:LEU:HD13 2.00 0.43
13:M:114: TYR:HD?2 13:M:123:GLU:O 2.02 0.43
1:0:242:GLU:OFE1 1:0:245:LEU:HB2 2.19 0.43
3:Q:91:ALA:HB2 3:Q:115:LEU:HD21 2.00 0.43
6:T:218:LYS:HB2 6:1T:218:LYS:HE3 1.76 0.43
4:D:207:ALA:HB2 4:D:233:VAL:HG21 2.01 0.43
9:W:1:THR:HA 9:W:33:LYS:NZ 2.34 0.43
12:7:98:GLY:O 12:7:99:- THR:HB 2.19 0.43
8:V:105:LYS:HG2 8:V:106:ASN:N 2.34 0.43
9:1:81:GLN:O 9:1:85:GLN:HG3 2.18 0.43
12:7:158:LYS:HG3 12:7:177:LEU:HD11 2.01 0.43
2:B:44:VAL:CA 2:B:213:ILE:HG22 2.48 0.43
1:0:43:LEU:HD23 1:0:43:LEU:C 2.39 0.43
8:H:8:PHE:HB2 8:H:146:MET:H 1.84 0.43
3:C:39:MET:CE 3:C:146:TYR:HB3 2.49 0.43
3:Q:186:VAL:HG11 3:Q:217:ARG:NH1 2.34 0.43
1:A:91:ARG:CZ 7:G:156:TYR:CE2 3.02 0.43
4:D:39:LYS:HD3 4:D:186:ALA:HA 2.00 0.43
10:J:94:TYR:O 10:J:117:LEU:HB?2 2.19 0.43
4:D:75:PHE:CD2 4:D:76:SER:N 2.87 0.43
3:Q:59:GLN:N 3:Q:59:GLN:HE21 2.17 0.43
14:N:144:ASN:ND2 14:N:148:ARG:NH?2 2.67 0.43
9:1:10:ASN:C 9:I:180:ILE:HG13 2.38 0.43
12:7:54:PHE:C 12:7:54:PHE:HD?2 2.21 0.43
9:W:4:VAL:O 9:W:14:1LE:HG22 2.18 0.43
8:H:70:TYR:N 8:H:70:TYR:CD1 2.85 0.43
13:M:48:PHE:H 13:M:98:VAL:CG1 2.31 0.43
6:T:42:THR:HG23 6:T:183:ASP:HB3 2.01 0.43
5:E:238:GLU:O 5:E:241:LYS:HB2 2.18 0.43
3:Q:181:LYS:HB2 3:Q:181:LYS:HE3 1.82 0.43
5:5:140:VAL:O 5:5:160:PRO:HG3 2.19 0.43
5:5:187:TRP:CH2 5:5:189:SER:HA 2.54 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
7:G:85:ARG:CG 7:G:85:ARG:HH11 2.31 0.43
3:C:231:LYS:HA 3:C:231:LYS:HE3 2.00 0.43
7:U:193:LYS:HE2 7:U:193:LYS:HB3 1.75 0.43
9:1:90: TYR:O 9:1:91:GLN:C 2.57 0.42
12:1:76:VAL:HG23 12:L:105: THR:HG22 2.01 0.42
8:H:67:-THR:O 8:H:69:GLN:N 2.52 0.42
3:C:163:ILE:CG1 3:C:164:SER:H 2.32 0.42
12:L:55:TRP:O 12:L:58:TRP:HB3 2.19 0.42
13:M:187:ILE:HG12 9:W:24:PRO:O 2.19 0.42
3:Q:15:PRO:HA 4:R:22:TYR:CD1 2.54 0.42
5:5:112:LEU:O 5:5:113:THR:C 2.57 0.42
7:U:216:SER:HA 7:U:230:VAL:HG23 2.01 0.42
6:1:129:GLY:O 6:T:130:VAL:HB 2.19 0.42
8:V:95:ALA:H 8:V:115:LEU:HD13 1.83 0.42
10:J:9:LYS:O 10:J:10:ASP:HB2 2.20 0.42
1:0:89:ASP:0OD2 1:0:137:LEU:HA 2.18 0.42
1:0:35: THR:OG1 1:0:36:ASN:N 2.51 0.42
2:P:238:LEU:CD1 2:P:238:LEU:N 2.81 0.42
6:F:17:GLY:HA3 7:G:29:ALA:HB2 2.02 0.42
8:H:105:LYS:HG2 8:H:106:ASN:N 2.35 0.42
14:N:41: THR:HG21 14:N:84:1LE:CD1 2.49 0.42
1:0:167:LYS:HG2 2:P:55:LEU:O 2.19 0.42
5:E:143:LEU:HD23 5:E:143:.LEU:HA 1.61 0.42
10:J:67:LEU:N 10:J:67:LEU:HD23 4.94 0.42
2:B:187:ASP:O 2:B:190:HIS:HB3 2.19 0.42
6:F:6:TYR:N 6:F:6:.TYR:CD2 2.87 0.42
2:P:112:SER:CA 2:P:156:TYR:HE?2 2.31 0.42
5:E:109:VAL:O 5:E:112:LEU:HB3 2.19 0.42
5:E:51:GLU:OE2 5:E:53:ARG:HB2 2.19 0.42
8:V:70:TYR:N &:V:70:TYR:CD1 2.86 0.42
9:1:41:ILE:HD11 9:1:74:.PRO:HB2 2.01 0.42
5:E:121:LEU:HD12 5:E:161:SER:O 2.20 0.42
6:T:54:ASP:CG 6:T:55:GLU:H 2.21 0.42
9:[:97:'TYR:CD1 9:I:97-TYR:N 2.88 0.42
10:X:117:LEU:HD23 10:X:117:LEU:N 2.34 0.42
1:0:198:SER:O 1:0:202:VAL:HG23 2.19 0.42
1:0:28: VAL:HG23 1:0:29:GLU:N 2.34 0.42
1:0:53:VAL:HG23 1:0:53:VAL:O 2.20 0.42
7:U:150:LEU:HD13 7:U:156:TYR:HB3 2.01 0.42
6:F:158:GLY:O 6:F:159: THR:HB 2.19 0.42
7:G:216:SER:HA 7:G:230: VAL:HG23 2.00 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
3:C:190:ILE:O 3:C:193:ALA:HB3 2.19 0.42
13:M:100: THR:HG23 | 13:M:116:PHE:HB2 2.01 0.42
10:J:89:ARG:HG3 10:J:94: TYR:HE2 1.81 0.42
9:W:41:ILE:N 9:W:41:1LE:HD12 2.34 0.42
5:5:204:LEU:O 5:S5:208:MET:N 2.52 0.42
11:K:57:GLU:O 11:K:60:GLN:HB3 2.19 0.42
4:R:212:1LE:HG21 4:R:224:LEU:HD22 2.01 0.42
10:J:98:PRO:HG2 10:J:115:PHE:CD1 2.54 0.42
14:N:144:ASN:HD22 | 14:N:148:ARG:NH2 2.16 0.42
9:1:4:VAL:HA 9:1:125:LEU:O 2.19 0.42
12:7:81:LYS:HG3 12:7:85:ASN:ND2 2.35 0.42
9:W:153:LYS:HE3 9:W:157:ASP:0D2 2.19 0.42
12:1.:18:SER:HB2 12:L:31:VAL:H 1.82 0.42
3:Q:181:LYS:O 3:Q:184:MET:HB2 2.19 0.42
6:T:138:ASP:HB2 6:1T:139:LYS:H 1.59 0.42
11:Y:57:GLU:O 11:Y:60:GLN:HB3 2.19 0.42
9:W:92:GLY:O 9:W:94:.1LE:N 2.52 0.42
5:5:205:LYS:HB2 5:5:212:LEU:HD13 2.02 0.42
1:0:126:GLN:C 1:0:126:GLN:NE2 2.72 0.42
2:P:44:VAL:HG23 2:P:213:ILE:CG2 2.49 0.42
9:1:84:LYS:HE2 9:I:117:GLY:O 2.18 0.42
6:F:74:LEU:HD22 6:F:81:ALA:HB1 2.01 0.42
3:C:114:ARG:HB2 3:C:114:ARG:HH11 1.84 0.42
14:N:72:LEU:CD1 14:N:72:LEU:H 2.08 0.42
13:M:163:LEU:H 13:M:163:LEU:HD12 1.84 0.42
8:V:&:PHE:HB2 8:V:146:MET:H 1.83 0.42
10:J:81:LEU:O 10:J:83:SER:N 2.52 0.42
1:A:98:LYS:HE3 1:A:98:LYS:HB2 1.89 0.42
13:M:116:PHE:CE2 13:M:122: TYR:HB3 2.54 0.42
&:H:34:LEU:CD2 &:H:44:CYS:HB3 2.49 0.42
9:W:59:ILE:HG12 9:W:83:LEU:CD2 2.48 0.42
12:1.:123:LYS:HG3 12:1:124:GLY:N 2.34 0.42
5:5:26:TYR:O 5:5:29:GLU:HB2 2.19 0.42
12:L:190:ASN:C 12:1:191:HIS:CD2 2.92 0.42
9:1:84:LYS:HA 9:I:87:LEU:HB3 2.01 0.42
6:F:176:LEU:C 6:F:176:LEU:HD12 2.40 0.42
7:G:26:ALA:O 7:G:30:VAL:HG23 2.20 0.42
3:C:172:ALA:HB2 3:C:200: THR:HG21 2.01 0.42
5:E:142:LEU:HA 5:E:142:LEU:HD23 1.79 0.42
9:W:124:TYR:CD1 9:W:124:TYR:N 2.87 0.42
1:A:21:PRO:HA 2:B:23: TYR:CE1 2.55 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

2:B:148: TYR:CE2 2:B:158:PRO:HB3 2.54 0.42
3:Q:173:GLN:O 3:Q:176:LEU:HB2 2.18 0.42
1:A:176:GLN:HA 1:A:179: THR:HB 2.02 0.42
2:B:132:VAL:O 2:B:152:PRO:HG3 2.20 0.42
&:V:189:TYR:HA &:V:190:PRO:HD3 1.85 0.42
10:X:6:MET:HG2 10:X:127:PHE:HB3 2.02 0.42
11:Y:70:GLU:O 11:Y:71:ASP:CB 2.67 0.42
11:K:151:MET:HB3 11:K:155:GLU:HB2 2.01 0.42
7:U:203:HIS:O 7:U:205:ASP:N 2.45 0.42
7:G:236:GLN:O 7:G:239:ILE:HB 2.18 0.42
9:W:43:CYS:SG 9:W:100:VAL:HA 2.60 0.42
6:T:40:SER:OG 6:T:41:ASN:N 2.53 0.42
14:N:-2:THR:HA 14:N:47:GLY:O 2.20 0.42
12:7:211:1LE:HG13 12:7:211:ILE:H 1.56 0.42
6:F:110:HIS:O 6:F:113:CYS:HB3 2.20 0.42
6:F:90:GLN:HG2 6:F:90:GLN:H 1.55 0.42
7:G:201:LEU:N 7:G:201:LEU:HD13 2.35 0.42
8:H:122:LEU:HB3 8:H:123:PRO:CD 2.49 0.42
1:0:167:LYS:NZ 1:0:167:LYS:HB3 2.34 0.42
2:P:74:VAL:HG13 2:P:135:LEU:HB2 2.01 0.42
3:C:120: GLN:NE2 3:C:120:GLN:C 2.73 0.42
4:D:162:GLN:HG3 4:D:163:THR:N 2.34 0.42
14:N:3:VAL:O 14:N:135:ALA:HA 2.20 0.42
2:B:241:GLN:O 2:B:244: ASN:ND2 2.53 0.42
5:5:108:ASN:O 5:5:109:VAL:C 2.57 0.42
5:5:16:SER:OG 5:S:20:ARG:HB2 2.20 0.42
13:M:14:LEU:HD13 13:M:34:VAL:CG1 2.45 0.42
8:V:147:SER:OG 8:V:150:GLU:HB2 2.20 0.42
2:P:32:VAL:HG12 2:P:33: THR:N 2.34 0.42
6:T:134:ILE:CD1 6:T:134:1ILE:N 2.83 0.42
11:K:151:MET:HA 11:K:155:GLU:OE1 2.20 0.42
2:P:20:GLN:O 2:P:23:TYR:N 2.53 0.42
14:N:26:LEU:O 14:N:28:PHE:N 2.52 0.42
9:1:104:ASP:C 9:1:106: THR:H 2.22 0.42
8:V:107:LYS:HB3 8:V:107:LYS:HE3 1.84 0.42
1:A:151:GLY:HA3 1:A:152:PRO:HD3 1.92 0.42
6:T:215:ILE:CG1 6:T1:216:VAL:N 2.75 0.42
13:M:172:ILE:O 13:M:176:ARG:HG3 2.19 0.42
5:S:20:ARG:O 5:5:21:LEU:HD23 2.20 0.42
10:J:44:ILE:CG2 10:J:51:VAL:HG22 2.49 0.42
5:E:132:ARG:HH11 5:E:132:ARG:HG2 1.84 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
14:N:148:ARG:HH11 9:W:165:ASN:ND2 2.17 0.42
4:D:36:VAL:HG11 4:D:195: THR:HG23 2.00 0.42
5:5:192: THR:OG1 5:5:195:GLU:HG3 2.20 0.42
9:1:8:PHE:HB2 9:1:146:LEU:O 2.19 0.42
7:U:236:GLN:O 7:U:239:ILE:HB 2.20 0.42
10:X:-7:ASP:HB3 10:X:-4:SER:OG 2.19 0.42
4:R:48:ARG:HH11 4:R:48:ARG:HG2 1.85 0.42
1:0:127:ILE:HG13 1:0:127:ILE:H 1.65 0.42
2:P:212:ALA:HB2 2:P:237:LYS:HA 2.02 0.42
7:U:26:ALA:O 7:U:30:VAL:HG23 2.20 0.42
5:E:8:TYR:O 5:E:9:ASP:CB 2.65 0.42
6:F:219:ASP:N 6:F:219:ASP:0D2 2.53 0.42
7:G:41:CYS:HB2 7:G:186:LEU:O 2.19 0.42
8:H:152:VAL:O 8:H:156:LYS:HG3 2.20 0.42
5:E:39:GLY:O 5:E:169:ALA:HA 2.20 0.42
1:A:198:SER:O 1:A:202: VAL:HG23 2.20 0.42
1:A:251:GLN:O 1:A:251:GLN:HG?2 2.20 0.42
3:Q:59:GLN:O 3:Q:62:SER:O 2.37 0.42
5:E:108:ASN:O 5:E:109:VAL:C 2.58 0.42
3:C:183:ASP:O 3:C:184:MET:C 2.58 0.42
7:U:217:TRP:N 7:U:217 TRP:HD1 2.18 0.42
1:A:69:VAL:O 1:A:70:SER:HB2 2.19 0.42
10:X:181:ILE:N 10:X:181:ILE:HD12 2.35 0.42
12:7:95:LEU:O 12:7:117:SER:HB2 2.18 0.42
4:R:127:ARG:HA 4:R:128:PRO:HD3 1.75 0.42
3:Q:50:ARG:HB3 3:Q:50:ARG:HH11 1.85 0.42
1:0:239:GLU:OE2 1:0:239:GLU:HA 2.20 0.42
2:B:135:LEU:HD23 2:B:135:LEU:HA 1.85 0.42
1:A:38:THR:HG23 1:A:39:ASN:N 2.34 0.42
2:P:20:GLN:O 2:P:21:ILE:C 2.59 0.42
6:F:24:TYR:O 6:F:27.:GLU:HB2 2.20 0.42
7:G:12:SER:OG 7:G:126:ASN:N 2.53 0.42
2:B:20:GLN:O 2:B:21:ILE:C 2.58 0.42
2:B:145:PHE:HE1 2:B:214:ILE:HG22 1.84 0.42
7:G:150:LEU:HD11 7:G:154:GLY:C 2.41 0.42
2:P:241:GLN:O 2:P:244:ASN:ND2 2.53 0.42
11:Y:191:VAL:C 11:Y:193:ASP:N 2.71 0.42
6:T:34:VAL:CG2 6:T:35: THR:N 2.82 0.42
10:X:128:ILE:HA 10:X:128:ILE:HD13 1.87 0.42
3:C:13:PHE:N 4:D:19:GLN:HE22 2.17 0.42
7:U:25: TYR:HA 7:U:28:LYS:HB2 2.01 0.42

Continued on next page...




Page 83

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
6:1T:19:LEU:HD23 6:T:19:LEU:HA 1.90 0.42
2:B:185:LEU:O 2:B:188:ALA:HB3 2.20 0.42
1:0:17:THR:O 1:0:18:ILE:CG2 2.68 0.42
2:P:44:VAL:HG23 2:P:211:LEU:HD11 2.02 0.42
13:M:-5:TYR:OH 13:M:95:PRO:HD?2 2.20 0.42
11:K:8:VAL:HG23 11:K:9:GLN:N 2.34 0.42
6:F:102:LYS:HE3 6:F:102:LYS:HB2 1.81 0.42
6:F:64:1LE:HB 6:F.72:LEU:HD11 2.02 0.42
4:D:133:THR:HG23 4:D:150: THR:CG2 2.41 0.42
6:F:155:GLU:C 6:F:156:LEU:HD12 2.39 0.42
10:J:15:ALA:HB?2 10:J:178:VAL:HG22 2.01 0.42
3:Q:66:LEU:HA 3:Q:66:LEU:HD13 1.84 0.42
4:R:155:ILE:HD12 4:R:155:ILE:C 2.40 0.42
11:K:175:PHE:N 11:K:175:PHE:CD1 2.88 0.42
5:S5:46:VAL:HG23 5:5:153:TYR:HD1 1.85 0.42
12:7:64:ARG:CZ 12:7:68:LEU:HD21 2.50 0.42
5:E:240:1LE:O 5:E:243:LEU:HB3 2.19 0.42
13:M:152:GLU:HB2 | 13:M:155: THR:HG21 2.01 0.42
5:E:202:LYS:O 5:E:206:GLN:HG3 2.20 0.42
6:F:33:SER:HB3 6:F:62:LYS:HZ1 1.84 0.41
7:G:219:SER:O 7:G:224:ASN:N 2.47 0.41
8:H:143:ARG:HH11 &:H:146:MET:CE 2.33 0.41
9:1:6:VAL:HG23 9:1:13:VAL:CG1 2.50 0.41
8:V:110:VAL:HG12 &:V:122:LEU:O 2.19 0.41
1:A:44:ALA:N 1:A:169:THR:O 2.51 0.41
8:H:188:PHE:N 8:H:188:PHE:HD2 2.18 0.41
6:T:33:SER:HB3 6:T:62:LYS:HZ1 1.83 0.41
3:Q:211:LEU:HD13 3:Q:212:GLU:N 2.35 0.41
7:G:19:ARG:NH1 7:G:19:ARG:CG 2.82 0.41
3:Q:29:1LE:O 3:Q:31:HIS:N 2.52 0.41
12:1.:144:TYR:C 12:1.:144:TYR:CD2 2.93 0.41
9:1:153:LYS:O 9:1:153:LYS:HD3 2.19 0.41
8:H:36:ARG:HB2 8:H:42: TRP:CE2 2.55 0.41
1:A:216: THR:CG2 1:A:217:GLU:N 2.83 0.41
5:5:33:LEU:H 5:5:33:LEU:HD12 1.84 0.41
14:N:29:ASN:HD22 14:N:29:ASN:HA 1.66 0.41
14:N:208:ASN:N 14:N:209:MET:HE2 2.34 0.41
7:G:77T'TYR:N 7.G:77:TYR:CD2 2.87 0.41
8:H:126:ILE:HD12 8:H:134:ILE:CD1 2.50 0.41
1:A:123:ASN:ND2 2:B:84:VAL:HG12 2.35 0.41
1:A:26:TYR:CD2 1:A:26:TYR:N 2.87 0.41
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
9:1:220:1ILE:H 9:1:220:ILE:HD12 4.81 0.41
1:A:207:ILE:H 1:A:207:ILE:HG13 1.60 0.41
3:Q:15:PRO:HA 4:R:22:TYR:CG 2.55 0.41
12:7:145:LYS:O 12:7:148:LEU:HD22 2.20 0.41
7:U:35: THR:HG21 7:U:167:GLY:H 1.84 0.41
5:S:188:HIS:O 5:5:191:LEU:HD12 2.20 0.41
1:0:18:ILE:HB 2:P:20:GLN:NE2 2.35 0.41
1:0:225:VAL:CG1 1:0:226:GLY:N 2.83 0.41
1:0:26:TYR:O 1:0:29:GLU:N 2.53 0.41
4:D:87:GLU:O 4:D:91:VAL:HG23 2.20 0.41
5:E:12:VAL:N 5:E:23:GLN:HG3 2.29 0.41
6:F:149:PRO:C 6:F:151:GLY:H 2.23 0.41
6:1:179:PHE:CD1 6:T:180:ILE:N 2.89 0.41
2:B:157:PHE:N 2:B:157:PHE:CD1 2.88 0.41
6:T:6: TYR:N 6:1:6:TYR:CD2 2.88 0.41
9:W:159:ILE:O 9:W:163:1LE:HG13 2.20 0.41
2:P:156:TYR:HD1 2:P:156: TYR:O 2.03 0.41
5:E:140:VAL:HG22 5:E:141:ALA:N 2.36 0.41
11:Y:9:GLN:HB2 11:Y:151:MET:O 2.20 0.41
13:M:19:ARG:NE 13:M:191:ASP:0OD2 2.52 0.41
9:1:152:ILE:HG22 9:1:153:LYS:N 2.34 0.41
9:W:98:LEU:HD12 9:W:98:LEU:N 2.35 0.41
3:Q:235:ILE:O 3:Q:237:ASP:N 2.53 0.41
3:C:69:LEU:CD2 3:C:92:ARG:HG3 2.50 0.41
10:X:54:LEU:HD13 10:X:54:LEU:HA 1.72 0.41
11:K:35:ARG:HA 11:K:35:ARG:HD3 1.94 0.41
6:F:46:LEU:HD11 6:F:72:LEU:HA 2.01 0.41
3:C:38:ILE:HG22 3:C:39:MET:N 2.35 0.41
7:G:100:LYS:HB3 7:G:100:LYS:HZ3 1.86 0.41
8:V:82:PHE:HB2 &:V:113:ILE:CD1 2.50 0.41
9:W:41:ILE:HD11 9:W:74:PRO:HB2 2.02 0.41
1:0:69:VAL:O 1:0:70:SER:HB2 2.20 0.41
2:B:98:LYS:HA 2:B:103:GLU:O 2.19 0.41
3:Q:233:GLN:O 3:Q:235:ILE:N 2.53 0.41
13:M:166:LEU:.CD1 13:M:166:LEU:H 2.33 0.41
13:M:166:LEU:HD13 | 13:M:171:VAL:HG22 2.03 0.41
9:W:215:GLU:CD 10:X:189:ARG:HE 2.23 0.41
4:R:138:PHE:CZ 4:R:145:PRO:HB3 2.55 0.41
6:T:69:HIS:C 6:T:69:HIS:ND1 2.73 0.41
6:F:181:LYS:HB3 6:F:181:LYS:HE2 1.92 0.41
2:B:44:VAL:HG23 2:B:211:LEU:HD11 2.02 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
7:G:69:VAL:HA 14:N:68: TYR:HE1 1.85 0.41
3:C:176:LEU:HD23 3:C:192:LEU:HD11 2.02 0.41
11:K:171:MET:HA 11:K:172:PRO:HD3 1.83 0.41
1:A:181:ASN:ND2 1:A:181:ASN:N 2.66 0.41
9:W:84:LYS:HE2 9:W:117:GLY:O 2.20 0.41
12:7:190:ASN:C 12:7:191:HIS:CD2 2.94 0.41
1:0:50:CYS:HA 1:0:228:ALA:O 2.20 0.41
5:E:222:ILE:HB 5:E:228:PHE:HA 2.02 0.41
7:U:245:GLU:H 7:U:245:GLU:HG2 1.53 0.41
4:D:27:VAL:HG11 4:D:132:SER:HB2 2.01 0.41
7:U:68:VAL:HG22 7:U:69:VAL:N 2.35 0.41
1:A:230:LYS:HA 1:A:230:LYS:HD2 1.89 0.41
11:K:117:GLN:HE22 11:K:131:ALA:N 2.18 0.41
1:0:128:TYR:HB2 1:0:129:THR:H 1.59 0.41
6:F:197:1LE:C 6:F:199:GLN:H 2.23 0.41
&:H:75: THR:HG22 8:H:111:TYR:CE1 2.54 0.41
&:H:126:ILE:HG13 8:H:126:ILE:O 2.21 0.41
2:B:203:GLU:HB3 2:B:204:PHE:H 1.72 0.41
8:V:122:LEU:HB3 8:V:123:PRO:CD 2.51 0.41
14:N:1: THR:OG1 14:N:2:SER:N 2.52 0.41
3:C:59:GLN:O 3:C:62:SER:O 2.38 0.41
7:G:200: TYR:HB3 7:G:246:1LE:CD1 2.50 0.41
5:5:9:ASP:0D2 5:5:16:SER:HA 2.21 0.41
14:N:224:LYS:HG3 14:N:225:.1LE:HG12 2.02 0.41
8:V:4:MET:CB 8:V:126:ILE:HG22 2.48 0.41
7:U:.47:PHE:HZ 7:U:138:GLY:N 2.17 0.41
6:F:145:LEU:HD23 6:F:153:VAL:HG11 2.02 0.41
6:T:219:ASP:0OD2 6:T:219:ASP:N 2.54 0.41
6:T:54:ASP:.CG 6:T:55:GLU:N 2.73 0.41
12:7:18:SER:HB2 12:7:31:VAL:H 1.85 0.41
6:T:44:ALA:HB1 6:T:135:ILE:HB 2.02 0.41
3:C:128:LEU:HD12 3:C:128:LEU:O 2.21 0.41
10:J:9:LYS:HB2 10:J:148:ASN:HB3 2.03 0.41
7:U:134:SER:HA 7:U:150:LEU:O 2.21 0.41
5:E:9:ASP:0OD2 5:E:16:SER:HA 2.21 0.41
4:D:37:LYS:HG2 4:D:160:SER:O 2.20 0.41
7:U:194.GLN:NE2 7:U:197:.LYS:HZ3 2.18 0.41
9:I:177:VAL:O 9:I:184:ALA:HA 2.20 0.41
8:V:153:ASP:HA &:V:156:LYS:HB2 2.03 0.41
13:M:81:ALA:HB1 13:M:122:TYR:CD2 2.55 0.41
12:7:67:GLU:OE2 12:7:74:1LE:HG22 2.21 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
9:[:3:ILE:HG13 9:I:99:ILE:HD12 2.03 0.41
7:U:187:SER:HG 7:U:190:GLU:HB2 1.84 0.41
5:E:204:.LEU:O 5:E:208:MET:N 2.53 0.41
3:Q:48:ALA:O 3:Q:211:LEU:HD22 2.21 0.41
7:G:15:SER:H 7:G:19:ARG:H 1.67 0.41
9:W:84:LYS:HA 9:W:87.LEU:HB3 2.02 0.41
3:C:29:ILE:C 3:C:31:HIS:N 2.74 0.41
6:F:103:LEU:HD12 6:F:103:LEU:HA 1.80 0.41
8:H:178:LEU:HA 8:H:178:LEU:HD13 1.85 0.41
2:B:211:.LEU:.CD2 2:B:238:LEU:HD22 2.51 0.41
1:0:16:ILE:CG2 1:0:17:THR:H 2.29 0.41
14:N:179:ARG:CA &:V:26:ILE:HD12 2.44 0.41
4:D:30:GLY:O 4:D:166:ARG:HG2 2.20 0.41
4:D:31:THR:HB 4:D:63:LYS:HZ3 1.85 0.41
5:E:193:LEU:O 5:E:197.GLU:HG3 2.21 0.41
1:A:127:ILE:H 1:A:127:1ILE:HG13 1.66 0.41
4:D:227:GLU:O 4:D:231:GLN:HG3 2.21 0.41
8:H:19:ARG:HB3 &:H:170:GLY:N 2.32 0.41
4:D:198:SER:O 4:D:201:GLU:HG2 2.21 0.41
3:Q:133:VAL:HGI11 3:Q:135:PHE:CZ 2.56 0.41
2:P:156:TYR:CD1 2:P:156:TYR:N 2.89 0.41
9:W:183:ASP:HB3 9:W:184:ALA:H 1.55 0.41
2:B:218:ASN:HA 2:B:219:PRO:HD2 1.88 0.41
11:Y:3:ILE:CG2 11:Y:102:LEU:HG 2.51 0.41
13:M:5:GLY:C 13:M:6:ILE:HD12 2.40 0.41
10:J:115:PHE:HD1 10:J:115:PHE:N 2.17 0.41
10:J:42:LEU:HD12 10:J:43:GLY:N 2.36 0.41
11:Y:13:ILE:O 11:Y:14:LEU:HD23 2.21 0.41
11:Y:22:ARG:HA 11:Y:22:ARG:HD3 1.76 0.41
5:5:222:1LE:HB 5:5:228:PHE:HA 2.03 0.41
7:U:41:CYS:HB2 7:U:186:LEU:O 2.20 0.41
10:X:14:ILE:O 10:X:14:ILE:HG23 2.21 0.41
3:Q:142:ASP:OD2 3:QQ:142:ASP:N 2.53 0.41
2:P:161:ALA:O 2:P:162:THR:HB 2.20 0.41
11:K:19:ALA:HB2 11:K:176:LYS:CG 2.50 0.41
8:H:112: THR:HG22 8:H:120:HIS:HB2 2.03 0.41
6:F:74:LEU:HB3 6:F:132:LEU:CD2 2.51 0.41
7:G:216:SER:HB2 7:G:227:HIS:NE2 2.36 0.41
3:C:114:ARG:HB2 3:C:114:ARG:NH1 2.36 0.41
3:C:68:LYS:NZ 10:J:66:LYS:NZ 2.68 0.41
2:B:180:ASN:ND2 2:B:183:LEU:HG 2.36 0.41

Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
7:G:100:LYS:HG2 14:N:57:ARG:NH1 2.36 0.41
3:C:185:LYS:HZ2 3:C:187:ASP:N 1.95 0.41
14:N:40:ASN:O 14:N:110:GLY:HA3 2.20 0.41
&:H:138:CYS:O 8:H:154:PHE:HZ 2.03 0.41
8:V:110:VAL:HG11 8:V:124:TYR:HA 2.02 0.41
1:A:45:VAL:HG23 1:A:52:VAL:HG23 2.02 0.41
2:P:123:GLN:O 2:P:124:SER:HB2 2.21 0.41
5:E:66:LYS:O 5:E:77:ALA:HA 2.21 0.41
4:D:60: THR:HA 4:D:61:PRO:HD2 1.57 0.41
6:T:3:ARG:HD2 6:T:3:ARG:HA 1.84 0.41
9:W:41:ILE:HD12 9:W:41.1LE:H 1.86 0.41
4:D:98:LEU:CD1 11:K:58: TYR:HA 2.50 0.41
12:L:1: THR:HG22 12:L:2:THR:N 2.36 0.41
5:5:221:CYS:HB3 5:5:231:TYR:HE1 1.86 0.41
7:G:117:GLN:HA 7:G:120:GLN:HB2 2.03 0.41
2:B:34:SER:O 2:B:163:ALA:HA 2.20 0.41
2:B:147:-LEU:HB3 2:B:159: TRP:O 2.21 0.41
6:T:105:VAL:HG11 6:1T:145:LEU:HD13 2.02 0.41
10:X:159:SER:O 10:X:163:LEU:HB2 2.21 0.41
12:7:144:TYR:C 12:7:144: TYR:CD2 2.95 0.41
10:X:79: THR:HG1 10:X:111:PHE:HE1 1.68 0.41
13:M:101:ILE:CG2 13:M:102:ILE:N 2.83 0.41
1:0:230:LYS:HD2 1:0:230:LYS:HA 1.88 0.41
3:C:156:ASN:ND2 4:D:79:ASN:HB2 2.36 0.41
8:V:3:ILE:HG22 8:V:16:ALA:HB1 2.02 0.41
9:W:180:ILE:O 9:W:180:ILE:HG22 2.20 0.41
6:T:90:GLN:HE21 6:T:90:GLN:HB3 1.68 0.41
6:1T:176:LEU:HD22 7:U:57.LEU.:HD23 2.03 0.41
11:Y:50:GLY:H 12:7:91:LYS:NZ 2.18 0.41
2:B:229: THR.:O 2:B:231:LYS:NZ 2.52 0.41
7:U:89:ASN:O 7:U:92:ARG:HB2 2.20 0.41
12:7:55:TRP:O 12:7:58:TRP:HB3 2.21 0.41
5:5:143:LEU:HD23 5:5:143:LEU:HA 1.69 0.41
9:W:76:VAL:HG21 9:W:109:HIS:HB2 2.02 0.41
11:Y:135:SER:O 11:Y:139: THR:HG23 2.21 0.41
3:Q:137:TYR:HB2 3:Q:149:TYR:HB2 2.03 0.41
9:W:30:ASN:HA 9:W:30:ASN:HD22 1.59 0.41
1:0:20:SER:HB2 1:0:21:PRO:CD 2.51 0.41
1:0:83:VAL:HG13 1:0:140:1ILE:O 2.21 0.41
6:F:134:1LE:HG22 6:F:135:ILE:N 2.35 0.41
1:A:101:ALA:HA 1:A:112:MET:HE3 2.02 0.41

Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:146:VAL:CG2 1:A:152:PRO:HA 2.41 0.41
7:G:51:LYS:HE3 7:G:63:ASN:O 2.21 0.41
12:7:35:ILE:HD12 12:7:35:1LE:N 2.36 0.41
14:N:219:GLY:H &:V:32:ASP:CG 2.24 0.41
12:7:4:LEU:CD1 12:7:161:ILE:HD11 2.50 0.41
9:1:114:HIS:HB2 9:1:118:SER:HB3 2.03 0.41
6:F:42: THR:OG1 6:F:183:ASP:HA 2.20 0.41
9:W:101:ALA:HB2 9:W:110:LEU:HD12 2.03 0.41
3:C:13:PHE:HB2 4:D:19:GLN:NE2 2.36 0.41
4:D:119:ARG:HA 4:D:122:GLN:OE1 2.20 0.41
11:K:70:GLU:O 11:K:71:ASP:HB3 2.20 0.41
9:W:114:HIS:HB2 9:W:118:SER:HB3 2.02 0.41
6:T:107:ARG:HE 6:T:107:ARG:HB3 1.70 0.41
10:J:29:ASN:N 10:J:29:ASN:ND2 2.69 0.40
1:0:83:VAL:CG1 1:0:139:VAL:HB 2.51 0.40
1:0:38: THR:HG23 1:0:39:ASN:N 2.35 0.40
9:1:72:ARG:.CG 9:1:72:ARG:HH11 2.31 0.40
6:F:197:ILE:CG2 6:F:198:SER:N 2.84 0.40
7:U:143:ASN:ND2 7:U:143:ASN:N 2.55 0.40
2:P:123:GLN:O 2:P:124:SER:CB 2.69 0.40
2:P:203:GLU:HB3 2:P:204:PHE:H 1.72 0.40
7:U:200:TYR:HB3 7:U:246:1LE:CD1 2.51 0.40
12:1:19:ARG:N 12:1.:33:ARG:NH2 2.70 0.40
3:Q:175:LEU:HD11 3:Q:199:LYS:HB2 2.03 0.40
1:0:69:VAL:HA 7:U:157:TRP:CZ3 2.56 0.40
12:7:81:LYS:O 12:7:84:SER:HB2 2.20 0.40
6:T:38:LEU:HA 6:T:158:GLY:HA2 2.03 0.40
11:Y:12:VAL:HG12 11:Y:13:ILE:N 2.36 0.40
9:W:191:LEU:HB3 9:W:193:PRO:HD3 2.01 0.40
4:R:239:GLU:HA 4:R:242:GLU:HB3 2.02 0.40
6:T:84:.LEU:HA 6:T:84:LEU:HD23 1.91 0.40
2:P:45:ILE:CD1 2:P:64:VAL:HG23 2.51 0.40
5:E:12:VAL:H 5:E:23:GLN:CG 2.31 0.40
7:G:49:VAL:HG22 7:G:50:GLU:N 2.32 0.40
7:G:80:LEU:HA 7:G:80:LEU:HD23 1.73 0.40
3:C:186:VAL:O 3:C:190:1LE:HG13 2.21 0.40
10:J:81:LEU:C 10:J:83:SER:N 2.70 0.40
13:M:81:ALA:HB1 13:M:122:TYR:HD?2 1.85 0.40
7:U:170:SER:O 7:U:174:GLU:HG2 2.21 0.40
11:K:59:ILE:HA 11:K:59:ILE:HD13 1.91 0.40
7:G:121:ALA:O 7:G:123: THR:N 2.48 0.40
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
11:Y:18:LYS:CD 11:Y:179:.1LE:HG13 2.51 0.40
4:R:82:SER:O 4:R:86:ILE:HG13 2.22 0.40
6:T:72:.LEU:CD1 6:T:72:LEU:N 2.84 0.40
4:D:40:ASN:N 4:D:40:ASN:OD1 2.53 0.40
2:B:44:VAL:CG2 2:B:211:LEU:HD11 2.52 0.40
9:I:90: TYR:HB2 9:1:94:ILE:CD1 2.52 0.40
5:E:16:SER:OG 5:E:20:ARG:HB2 2.22 0.40
6:F:147:PHE:CD1 6:F:147:PHE:C 2.93 0.40
6:F:210:ASN:N 6:F:210:ASN:ND2 2.68 0.40
4:R:213:THR:HA 4:R:223:ALA:HA 2.03 0.40
12:7:45:MET:HG2 12:7:45:MET:O 2.21 0.40
5:E:46:VAL:HG23 5:E:153:TYR:CD1 2.55 0.40
7:U:15:SER:H 7:U:19:ARG:H 1.68 0.40
13:M:117:ASP:HB3 13:M:121:SER:N 2.36 0.40
10:J:99:VAL:HG13 10:J:128:ILE:HG21 2.04 0.40
10:X:99:VAL:HG13 10:X:128:1LE:HG21 2.02 0.40
11:Y:70:GLU:HA 11:Y:70:GLU:OE1 2.21 0.40
7:G:149:MET:HB3 7:G:159:TYR:CE1 2.56 0.40
14:N:112:GLN:O 14:N:115:GLY:N 2.45 0.40
1:A:113:PRO:O 1:A:116:VAL:HG23 2.22 0.40
2:B:200: VAL:HG21 2:B:204:PHE:CD1 2.57 0.40
2:B:20:GLN:O 2:B:23: TYR:N 2.53 0.40
13:M:172:1LE:H 13:M:172:ILE:HG13 1.63 0.40
14:N:142:MET:HE2 9:W:132:LEU:O 2.22 0.40
7:U:94:GLU:HG3 7:U:114:ARG:HH11 1.85 0.40
9:1:192: THR:N 9:1:193:PRO:CD 2.85 0.40
11:Y:3:ILE:HA 11:Y:3:ILE:HD13 1.86 0.40
9:W:72:ARG:CG 9:W:72:ARG:NH1 2.84 0.40
7:G:182:HIS:C 7:G:184:GLU:H 2.25 0.40
3:C:238:ILE:CD1 3:C:241:LYS:HD2 2.52 0.40
5:E:38:1LE:HB 5:E:200:VAL:HG13 2.03 0.40
10:J:159:SER:O 10:J:163:LEU:-HB2 2.22 0.40
3:Q:156:ASN:ND2 4:R:79:ASN:HB2 2.37 0.40
4:R:39:LYS:HB2 4:R:39:LYS:HE2 1.82 0.40
3:Q:40:ALA:C 3:Q:42:ASP:H 2.25 0.40
3:Q:8:SER:O 3:Q:9:ARG:O 2.39 0.40
7:U:237:GLU:O 7:U:241:PHE:HB2 2.22 0.40
3:Q:83:ASP:0O 3:Q:84:ALA:C 2.60 0.40
13:M:105:LEU:HD23 | 13:M:111:GLY:HA2 2.03 0.40
12:7:77:ALA:O 12:7:80:SER:O0G 2.37 0.40
1:0:57:LYS:HG2 1:0:57:LYS:O 2.20 0.40

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
7:U:159:TYR:CD1 7:U:159:TYR:N 2.90 0.40
10:X:86:LEU:HD23 10:X:86:LEU:HA 1.95 0.40
12:1.:95:LEU:HA 12:1.:95:LEU:HD12 1.88 0.40
1:0:39:ASN:HD22 1:0:39:ASN:C 2.24 0.40
9:1:62: ASN:O 9:1:65:LEU:HB2 2.22 0.40
5:E:78:MET:CE 5:E:82: THR:HG22 2.51 0.40
14:N:106:ILE:HD12 14:N:106:ILE:N 2.36 0.40
13:M:143:ASN:O 13:M:147:PHE:HA 2.22 0.40
9:I:3:ILE:HG22 9:I:16:ALA:HB1 2.03 0.40
5:S5:142:LEU:HA 5:S5:142:LEU:HD23 1.77 0.40
10:J:56:GLU:H 10:J:56:GLU:HG2 1.57 0.40
7:U:19:ARG:NH1 7:U:19:ARG:CG 2.83 0.40
12:7:148:LEU:HD13 12:7:148:LEU:HA 1.88 0.40
5:5:17:PRO:HA 6:1T:24:TYR:CD2 2.56 0.40
4:R:174:PHE:C 4:R:174:PHE:CD2 2.95 0.40
11:K:180:VAL:HG21 11:K:194:PHE:CD2 2.57 0.40
5:5:52:LYS:HB2 5:5:216:ASN:HA 2.04 0.40
1:A:243:GLU:O 1:A:243:GLU:HG2 2.21 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

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

Percentiles

Mol | Chain Analysed Favoured | Allowed | Outliers
1 A 236/252 (94%) 172 (73%) | 44 (19%) 20 (8%)
1 0 236/252 (94%) 174 (74%) | 42 (18%) 20 (8%)
2 B 245/250 (98%) 170 (69%) 56 (23%) 19 (8%)
2 P 245/250 (98%) 174 (71%) 53 (22%) 18 (7%)
3 C 239/245 (98%) 191 (80%) 29 (12%) 19 (8%)
3 Q 239/245 (98%) 187 (78%) | 32 (13%) 20 (8%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 D 237/254 (93%) | 186 (78%) | 36 (15%) | 15 (6%)
4 R 237/254 (93%) (78%) | 36 (15%) | 15 (6%)
5 E 242/260 (93%) | 192 (79%) | 36 (15 14 (6%)
5 S 242/260 (93%) (79%) | 35 (14 15 (6%)
6 F 231/234 (99%) (82%) | 36 (16 6 (3%)
6 T 231/234 (99%) (82%) | 32 (14 9 (4%)
7 G 238/287 (83%) (81%) | 37 (16 8 (3%)
7 U 238 /287 (83%) (82%) | 34 (14 10 (4%)
8 H 194/196 (99%) (76%) | 30 (16 16 (8%)

8 V 194/196 (99%) (76%) | 34 (18 13 (7%)
9 I 220/232 (95%) (81%) | 27 (12 15 (7%)
9 % 220,232 (95%) (80%) | 31 (14 13 (6%)
10 J 202/205 (98%) (82%) | 33 (16 4 (2%)
10 X 202/205 (98%) (83%) | 30 (15 4 (2%)
11 K 196/198 (99%) (83%) | 24 (12 9 (5%)
11 Y 196,198 (99%) (82%) | 28 (14 8 (4%)
12 L 210/212 (99%) (86%) | 27 (13 3 (1%)
12 7 210/212 (99%) (85%) | 29 (14 3 (1%)
13 M 220/222 (99%) (86%) | 24 (11 8 (4%)
13 a 220/222 (99%) (84%) | 25 (11 9 (4%)
14 N 231/233 (99%) (73%) | 43 (19 19 (8%)
14 b 231/233 (99%) (74%) | 40 (17 21 (9%)
15 c 194/231 (84%) (84%) | 22 (11 10 (5%)
15 d 194/231 (84%) (84%) | 21 (11 11 (6%)
15 e 194/231 (84%) (83%) | 22 (11 11 (6%)
15 f 194/231 (84%) (83%) | 23 (12 10 (5%)
15 g 194/231 (84%) (83%) | 23 (12 10 (5%)
15 h 194/231 (84%) (84%) | 22 (11 10 (5%)
15 i 194/231 (84%) (84%) | 22 (11 10 (5%)
15 ] 194/231 (84%) (84%) | 23 (12 9 (5%)
15 k 194/231 (84%) | 160 (82%) | 24 (12%) | 10 (5%)

WO RLDWIDE
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
15 | 194/231 (84%) 159 (82%) 25 (13%) 10 (5%) 19
15 m 194/231 (84%) 160 (82%) 24 (12%) 10 (5%) 19
15 n 194/231 (84%) 161 (83%) 23 (12%) 10 (5%) 19
15 0 194/231 (84%) 159 (82%) 25 (13%) 10 (5%) 19
15 p 194/231 (84%) 163 (84%) 20 (10%) 11 (6%) 17
All All 8998/9794 (92%) | 7221 (80%) | 1282 (14%) | 495 (6%) 18

All (495) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 16 ILE
1 A 19 PHE
1 A 60 PRO
1 A 115 ASP
1 A 221 ASN
2 B 7 PHE
2 B 9 LEU
2 B 40 THR
2 B 123 GLN
2 B 124 SER
2 B 244 ASN
3 C 7 ASP
3 C 8 SER
3 C 9 ARG
3 C 20 TYR
3 C 200 THR
4 D 7 ALA
4 D 9 SER
4 D 58 ARG
4 D 61 PRO
4 D 63 LYS
4 D 205 THR
5 E 9 ASP
5 E 12 VAL
5 E 61 SER
5t E 133 LEU
5 E 134 MET
6 F 218 LYS
6 F 219 ASP
7 G 141 ASP

Continued on next page...
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Mol | Chain | Res | Type
7 G 166 LYS
7 G 204 GLU
8 H 97 ILE
9 I 22 GLN
9 I 93 HIS
9 I 180 ILE
9 I 218 VAL

11 K 192 ASP
12 L 49 ALA
14 N 140 ALA
14 N 203 ASN
1 O 16 ILE
1 O 19 PHE
1 O 60 PRO
1 O 115 ASP
1 O 221 ASN
2 P 7 PHE
2 P 9 LEU
2 P 40 THR
2 P 123 GLN
2 P 124 SER
2 P 199 SER
2 P 244 ASN
3 Q 7 ASP
3 Q 8 SER
3 Q 9 ARG
3 Q 20 TYR
3 Q 30 SER
3 Q 200 THR
4 R 7 ALA
4 R 9 SER
4 R 58 ARG
4 R 61 PRO
4 R 63 LYS
4 R 205 THR
d S 9 ASP
5 S 12 VAL
5 S 61 SER
5t S 133 LEU
5t S 134 MET
6 T 218 LYS
6 T 219 ASP

Continued on next page...
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Mol | Chain | Res | Type
7 U 141 ASP
7 U 166 LYS
7 U 204 GLU
8 \Y% 97 ILE
9 W 22 GLN
9 W 91 GLN
9 W 93 HIS
9 W 180 ILE
11 Y 192 ASP
12 Z 49 ALA
14 b 140 ALA
14 b 203 ASN
15 c 20 SER
15 c 62 LYS
15 c 216 TRP
15 d 62 LYS
15 d 216 TRP
15 e 62 LYS
15 e 216 TRP
15 f 62 LYS
15 f 216 TRP
15 g 20 SER
15 g 62 LYS
15 g 216 TRP
15 h 62 LYS
15 h 216 TRP
15 i 62 LYS
15 i 216 TRP
15 j 62 LYS
15 j 216 TRP
15 k 62 LYS
15 k 216 TRP
15 1 62 LYS
15 1 216 TRP
15 m 62 LYS
15 m 216 TRP
15 n 62 LYS
15 n 216 TRP
15 0 62 LYS
15 0 216 TRP
15 p 62 LYS
15 p 216 TRP

Continued on next page...
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Mol | Chain | Res | Type
1 A 25 LEU
1 A 39 ASN
1 A 70 SER
1 A 114 CYS
1 A 161 GLY
1 A 164 VAL
1 A 190 LYS
1 A 196 GLU
2 B 19 GLY
2 B 21 ILE
2 B 199 SER
2 B 243 ILE
3 C 30 SER
3 C 52 VAL
3 C 59 GLN
3 C 65 LYS
3 C 184 MET
4 D 31 THR
4 D 40 ASN
4 D 82 SER
4 D 186 ALA
4 D 219 SER
4 D 222 VAL
5 E 120 ALA
5 E 214 GLU
6 F 177 ASP
6 F 228 GLU
7 G 122 HIS
7 G 224 ASN
8 H 90 LYS
8 H 105 LYS
8 H 137 TYR
8 H 145 ASN
8 H 187 ILE
8 H 191 ASP
9 I 91 GLN
11 K 27 LEU
11 K 52 THR
11 K 191 VAL
11 K 194 PHE
12 L 209 ASN
13 M 134 ALA

Continued on next page...
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Mol | Chain | Res | Type
13 M 200 LYS
14 N 1 THR
14 N 27 ARG
14 N 137 GLY
14 N 223 GLN

1 O 25 LEU
1 O 39 ASN
1 O 70 SER
1 O 114 CYS
1 O 161 GLY
1 O 164 VAL
1 O 190 LYS
1 O 196 GLU
1 O 232 LYS
2 P 8 SER
2 P 19 GLY
2 P 21 ILE
2 P 243 ILE
3 Q 52 VAL
3 Q 59 GLN
3 Q 65 LYS
3 Q 184 MET
4 R 31 THR
4 R 40 ASN
4 R 82 SER
4 R 186 ALA
4 R 219 SER
4 R 222 VAL
d S 120 ALA
5 S 190 SER
5 S 214 GLU
6 T 177 ASP
7 U 224 ASN
8 \Y% 68 SER
8 \Y% 90 LYS
8 \Y% 137 TYR
8 \Y% 138 CYS
8 \Y% 145 ASN
8 \Y% 187 ILE
8 \Y% 191 ASP
9 W 218 VAL
10 X 117 LEU

Continued on next page...
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Mol | Chain | Res | Type
11 Y 27 LEU
11 Y 191 VAL
11 Y 194 PHE
12 Z 209 ASN
13 a 94 PHE
13 a 134 ALA
14 b 1 THR
14 b 27 ARG
14 b 73 ALA
14 b 122 VAL
14 b 124 LEU
14 b 137 GLY
15 c 44 ALA
15 c 58 ALA
15 d 20 SER
15 d 44 ALA
15 d 58 ALA
15 e 20 SER
15 e 44 ALA
15 e 58 ALA
15 f 20 SER
15 f 44 ALA
15 f 58 ALA
15 g 44 ALA
15 g 58 ALA
15 h 20 SER
15 h 44 ALA
15 h 58 ALA
15 i 20 SER
15 i 44 ALA
15 i 58 ALA
15 j 20 SER
15 j 44 ALA
15 j 58 ALA
15 k 20 SER
15 k 44 ALA
15 k 58 ALA
15 | 20 SER
15 1 44 ALA
15 1 58 ALA
15 m 20 SER
15 m 58 ALA

Continued on next page...
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Mol | Chain | Res | Type
15 n 20 SER
15 n 44 ALA
15 n 58 ALA
15 0 20 SER
15 0 44 ALA
15 0 58 ALA
15 p 20 SER
15 p 44 ALA
15 p 58 ALA

1 A 37 GLN
1 A 168 ALA
1 A 232 LYS
2 B 5 TYR
2 B 8 SER
2 B 16 GLY
2 B 155 SER
2 B 242 GLU
3 C 78 ALA
3 C 232 PRO
3 C 234 GLU
5 E 190 SER
8 H 68 SER
8 H 129 SER
8 H 138 CYS
8 H 152 VAL
8 H 190 PRO
9 I 17 ASP
9 I 169 SER
9 I 183 ASP
10 J 117 LEU
11 K 8 VAL
13 M 156 ASN
13 M 201 ASP
14 N 68 TYR
14 N 73 ALA
14 N 122 VAL
14 N 124 LEU
1 O 145 SER
1 O 168 ALA
2 P 16 GLY
2 P 155 SER
2 P 242 GLU
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Mol | Chain | Res | Type
3 Q 83 ASP
3 Q 232 PRO
3 Q 234 GLU
6 T 175 THR
6 T 228 GLU
8 \Y% 105 LYS
8 \Y% 129 SER
8 \Y% 152 VAL
9 W 17 ASP
9 W 169 SER
9 W 183 ASP
10 X 185 GLU
11 Y 8 VAL
11 Y 23 GLY
11 Y 52 THR
11 Y 140 PHE
13 a 156 ASN
13 a 200 LYS
13 a 201 ASP
14 b 68 TYR
14 b 223 GLN
15 c 63 SER
15 c 130 LYS
15 d 63 SER
15 d 103 ASP
15 d 130 LYS
15 e 63 SER
15 f 59 GLN
15 f 63 SER
15 f 103 ASP
15 f 130 LYS
15 g 130 LYS
15 h 63 SER
15 h 103 ASP
15 i 63 SER
15 i 130 LYS
15 j 63 SER
15 j 130 LYS
15 k 63 SER
15 k 103 ASP
15 k 130 LYS
15 1 63 SER

Continued on next page...
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Mol | Chain | Res | Type
15 1 103 ASP
15 | 224 THR
15 m 44 ALA
15 n 63 SER
15 n 103 ASP
15 0 63 SER
15 p 63 SER
15 p 130 LYS

1 A 128 TYR
1 A 134 MET
1 A 145 SER
1 A 179 THR
2 B 120 GLU
3 C 64 GLU
3 C 83 ASP
4 D 170 THR
4 D 194 LEU
5 E 53 ARG
5 E 206 GLN
5t E 225 GLN
5t E 249 ALA
7 G 246 ILE
9 I 171 SER
10 J 185 GLU
11 K 140 PHE
13 M 94 PHE
14 N 103 TRP
14 N 213 PHE
1 O 179 THR
2 P 5 TYR
2 P 58 SER
2 P 120 GLU
3 Q 28 SER
3 Q 64 GLU
3 Q 78 ALA
3 Q 84 ALA
3 Q 178 MET
4 R 170 THR
4 R 194 LEU
5t S 53 ARG
S S 206 GLN
5 S 225 GLN
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Mol | Chain | Res | Type
5t S 249 ALA
6 T 159 THR
7 U 122 HIS
7 U 219 SER
8 \Y 190 PRO
9 W 145 ASP
9 W 171 SER
13 a 17 ASP
13 a 49 ALA
14 b 103 TRP
14 b 213 PHE
15 c 59 GLN
15 c 224 THR
15 d 59 GLN
15 d 224 THR
15 e 103 ASP
15 e 130 LYS
15 e 224 THR
15 f 224 THR
15 g 63 SER
15 g 224 THR
15 h 59 GLN
15 h 224 THR
15 i 59 GLN
15 i 103 ASP
15 i 224 THR
15 j 224 THR
15 k 59 GLN
15 k 224 THR
15 1 130 LYS
15 m 59 GLN
15 m 63 SER
15 m 130 LYS
15 m 224 THR
15 n 59 GLN
15 n 130 LYS
15 n 224 THR
15 0 59 GLN
15 0 103 ASP
15 0 130 LYS
15 0 224 THR
15 p 59 GLN
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Mol | Chain | Res | Type
15 p 224 THR
15 p 227 ASP
2 B 58 SER
3 C 84 ALA
3 C 178 MET
5t E 127 ALA
6 F 40 SER
6 F 186 PRO
7 G 219 SER
8 H 49 ALA
8 H 87 TYR
8 H 88 GLU
8 H 132 THR
9 I 106 THR
9 I 145 ASP
12 L 39 PRO
14 N 17 ASP
14 N 139 GLY
1 O 37 GLN
1 O 128 TYR
1 O 134 MET
3 Q 54 SER
3 Q 168 ASN
5 S 135 SER
6 T 40 SER
7 U 63 ASN
7 U 246 ILE
8 \Y% 132 THR
9 W 53 GLU
9 W 105 PRO
14 b 16 ALA
14 b 17 ASP
14 b 100 ASN
14 b 139 GLY
14 b 144 ASN
15 c 103 ASP
15 d 227 ASP
15 e 59 GLN
15 g 59 GLN
15 g 103 ASP
15 h 130 LYS
15 j 59 GLN
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Mol | Chain | Res | Type
15 1 59 GLN
15 m 103 ASP
15 p 103 ASP
2 B 69 PRO
2 B 107 THR
3 C 54 SER
9 I 53 GLU
11 K 23 GLY
11 K 145 HIS
13 M 49 ALA
14 N -7 GLN
14 N 100 ASN
4 R 152 PRO
S S 109 VAL
d S 127 ALA
6 T 186 PRO
14 b -7 GLN
15 e 227 ASP
9 I 105 PRO
14 N 101 PRO
2 P 69 PRO
12 Z 39 PRO
14 b 101 PRO
4 D 152 PRO
5 E 109 VAL
7 G 140 VAL
9 I 192 THR
10 J 75 PRO
13 M 52 GLY
6 T 130 VAL
10 X -6 PRO
13 a 52 GLY
13 a 157 GLY
14 b 14 ILE
3 C 15 PRO
13 M 157 GLY
14 N 144 ASN
7 U 140 VAL
10 X 75 PRO
9 I 220 ILE
10 J -6 PRO
7 U 13 VAL
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Mol | Chain | Res | Type
9 W 220 ILE
14 N 84 ILE
14 b 84 ILE

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 204/210 (97%) | 173 (85%) 17
1 o) 204/210 (97%) | 174 (85%) 18
2 B 200,209 (96%) | 169 (84%) 15
2 P 200/209 (96%) | 167 (84%) 13
3 C 198/204 (97%) | 168 (85%) 17
3 Q 198/204 (97%) | 169 (85%) 19
4 D 209/226 (92%) | 175 (84%) 14
4 R 209,226 (92%) | 176 (84%) 15
5 E 198/215 (92%) | 170 (86%) 20
5 S 198/215 (92%) | 170 (86%) 20
6 F 192/193 (100%) | 164 (85%) 19
6 T 192/193 (100%) | 164 (85%) 19
7 G 199/238 (84%) | 167 (84%) 14
7 U 199/238 (84%) | 165 (83%) 12
8 H 161/162 (99%) | 132 (82%)
8 Y% 161/162 (99%) | 133 (83%)
9 I 181/190 (95%) | 156 (86%) 21
9 W 181/190 (95%) | 157 (87%) 23
10 J 172/173 (99%) | 149 (87%) 22
10 X 172/173 (99%) | 150 (87%) 25
11 K 175/175 (100%) | 155 (89%) 31
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
11 Y 175/175 (100%) | 154 (88%) 21 (12%) 6| 28
12 L 169/169 (100%) | 147 (87%) | 22 (13%) 24
12 Z 169/169 (100%) | 148 (88%) 21 (12%) 6| 27
13 M 185/185 (100%) | 163 (88%) 22 (12%) 6| 28
13 a 185/185 (100%) | 162 (88%) 23 (12%) 6| 27
14 N 199/199 (100%) | 169 (85%) 30 (15%) 17
14 b 199/199 (100%) | 167 (84%) 32 (16%) 14
15 c 163/190 (86%) 146 (90%) 17 (10%) 9] 35
15 d 163/190 (86%) 146 (90%) 17 (10%) 9] 35
15 e 163/190 (86%) 146 (90%) 17 (10%) 9] 35
15 f 163/190 (86%) 147 (90%) 16 (10%) 38
15 g 163/190 (86%) 147 (90%) 16 (10%) 38
15 h 163/190 (86%) 147 (90%) 16 (10%) 38
15 i 163/190 (86%) 146 (90%) 17 (10%) 9] 35
15 j 163/190 (86%) 146 (90%) 17 (10%) 9] 35
15 k 163/190 (86%) 147 (90%) 16 (10%) 38
15 1 163/190 (86%) 147 (90%) 16 (10%) 38
15 m 163/190 (86%) 147 (90%) 16 (10%) 38
15 n 163/190 (86%) 146 (90%) 17 (10%) 9] 35
15 0 163/190 (86%) 147 (90%) 16 (10%) 38
15 p 163/190 (86%) 147 (90%) 16 (10%) 38
All All 7566/8156 (93%) | 6565 (87%) | 1001 (13%) 23

All (1001) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 18 ILE
1 A 25 LEU
1 A 37 GLN
1 A 38 THR
1 A 39 ASN
1 A 43 LEU
1 A 73 PHE
1 A 89 ASP
1 A 103 GLU
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Mol | Chain | Res | Type
1 A 116 VAL
1 A 126 GLN
1 A 137 LEU
1 A 142 THR
1 A 147 ASP
1 A 148 GLU
1 A 153 SER
1 A 162 TYR
1 A 163 TYR
1 A 167 LYS
1 A 171 THR
1 A 177 GLU
1 A 182 LEU
1 A 209 HIS
1 A 218 PHE
1 A 220 LYS
1 A 231 ASP
1 A 234 PHE
1 A 235 THR
1 A 240 ASN
1 A 244 ARG
1 A 251 GLN
2 B 11 THR
2 B 18 LEU
2 B 40 THR
2 B 59 GLU
2 B 61 LEU
2 B 68 THR
2 B 70 ASP
2 B 89 SER
2 B 94 HIS
2 B 107 THR
2 B 112 SER
2 B 118 MET
2 B 119 GLN
2 B 134 LEU
2 B 150 VAL
2 B 156 TYR
2 B 157 PHE
2 B 173 THR
2 B 178 ARG
2 B 180 ASN

Continued on next page...



Page 107

Full wwPDB X-ray Structure Validation Report

1IFNT

Continued from previous page...

Mol | Chain | Res | Type
2 B 183 LEU
2 B 197 LYS
2 B 204 PHE
2 B 207 ASP
2 B 210 GLU
2 B 217 GLU
2 B 220 ASP
2 B 241 GLN
2 B 244 ASN
2 B 247 LEU
2 B 248 GLU
3 C 10 THR
3 C 13 PHE
3 C 27 GLU
3 C 28 SER
3 C 50 ARG
3 C 53 THR
3 C 55 THR
3 C 59 GLN
3 C 60 ASP
3 C 69 LEU
3 C 114 ARG
3 C 115 LEU
3 C 120 GLN
3 C 123 THR
3 C 134 SER
3 C 140 TYR
3 C 143 ARG
3 C 150 THR
3 C 175 LEU
3 C 185 LYS
3 C 188 ASP
3 C 197 LEU
3 C 202 ASP
3 C 209 ASP
3 C 213 PHE
3 C 218 LYS
3 C 221 ASN
3 C 231 LYS
3 C 232 PRO
3 C 235 ILE
4 D 24 LEU
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Mol | Chain | Res | Type
4 D 31 THR
4 D 39 LYS
4 D 48 ARG
4 D 57 THR
4 D 60 THR
4 D 62 SER
4 D 73 LEU
4 D 97 ARG
4 D 100 LEU
4 D 105 THR
4 D 107 GLU
4 D 118 GLN
4 D 126 VAL
4 D 133 THR
4 D 142 ASP
4 D 147 LEU
4 D 149 GLN
4 D 150 THR
4 D 152 PRO
4 D 155 ILE
4 D 162 GLN
4 D 166 ARG
4 D 181 ARG
4 D 187 THR
4 D 190 GLU
4 D 195 THR
4 D 201 GLU
4 D 208 LYS
4 D 221 ILE
4 D 226 SER
4 D 241 GLN
4 D 242 GLU
4 D 243 GLN
5t E 15 PHE
5 E 18 GLU
5 E 36 THR
5 E 48 LEU
5 E 53 ARG
5t E 59 LEU
5t E 61 SER
5t E 78 MET
5 E 81 LEU
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Mol | Chain | Res | Type
5t E 86 ARG
5 E 116 VAL
5 E 125 GLU
5 E 134 MET
> E 160 PRO
5t E 166 ARG
5t E 177 GLU
5 E 184 LEU
5 E 185 ASN
5 E 189 SER
5 E 208 MET
5 E 209 GLU
5 E 210 GLU
5 E 221 CYS
5 E 222 ILE
5 E 234 GLU
5 E 235 LYS
5 E 242 GLU
5 E 245 GLU
6 F 11 VAL
6 F 27 GLU
6 F 29 ILE
6 F 39 ARG
6 F 56 LEU
6 F 62 LYS
6 F 72 LEU
6 F 80 ASP
6 F 90 GLN
6 F 101 ARG
6 F 115 LYS
6 F 117 GLN
6 F 121 GLN
6 F 138 ASP
6 F 146 GLU
6 F 147 PHE
6 F 154 THR
6 F 164 ARG
6 F 176 LEU
6 F 185 ASN
6 F 187 ASP
6 F 189 LEU
6 F 198 SER
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Mol | Chain | Res | Type
6 F 202 ARG
6 F 203 ASP
6 F 206 LEU
6 F 215 ILE
6 F 228 GLU
7 G 8 ASP
7 G 9 LEU
7 G 16 PRO
7 G 19 ARG
7 G 24 GLU
7 G 28 LYS
7 G 85 ARG
7 G 86 HIS
7 G 94 GLU
7 G 98 PHE
7 G 104 THR
7 G 106 ILE
7 G 120 GLN
7 G 125 TYR
7 G 134 SER
7 G 143 ASN
7 G 147 LEU
7 G 164 THR
7 G 176 GLU
7 G 180 ASP
7 G 184 GLU
7 G 190 GLU
7 G 201 LEU
7 G 204 GLU
7 G 207 LYS
7 G 208 GLU
7 G 210 ASP
7 G 215 ILE
7 G 217 TRP
7 G 224 ASN
7 G 241 PHE
7 G 245 GLU
8 H 8 PHE
8 H 14 LEU
8 H 21 THR
8 H 30 VAL
8 H 64 GLU
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Mol | Chain | Res | Type
8 H 80 SER
8 H 84 GLU
8 H 86 CYS
8 H 88 GLU
8 H 91 ASP
8 H 92 ASN
8 H 97 ILE
8 H 104 ASP
8 H 106 ASN
8 H 110 VAL
8 H 115 LEU
8 H 119 VAL
8 H 132 THR
8 H 133 PHE
8 H 145 ASN
8 H 146 MET
8 H 149 GLU
8 H 153 ASP
8 H 154 PHE
8 H 160 SER
8 H 178 LEU
8 H 185 ARG
8 H 187 ILE
8 H 188 PHE
9 I 9 ASN
9 I 14 ILE
9 I 22 GLN
9 I 30 ASN
9 I 35 HIS
9 I 41 ILE
9 I 63 ILE
9 I 68 LEU
9 I 80 LEU
9 I 82 MET
9 | 88 PHE
9 I 90 TYR
9 I 94 ILE
9 I 98 LEU
9 I 106 THR
9 I 131 SER
9 I 141 HIS
9 I 146 LEU
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Mol | Chain | Res | Type
9 I 149 GLU
9 | 156 SER
9 I 177 VAL
9 I 197 GLU
9 I 217 ILE
9 I 218 VAL
9 I 222 ASP
10 J 3 VAL
10 J 12 VAL
10 J 20 LEU
10 J 23 GLN
10 J 29 ASN
10 J 35 PHE
10 J 40 VAL
10 J 49 THR
10 J 53 THR
10 J 54 LEU
10 J 56 GLU
10 J 57 MET
10 J 64 LEU
10 J 67 LEU
10 J 82 VAL
10 J 89 ARG
10 J 115 PHE
10 J 123 GLU
10 J 125 LYS
10 J 126 ASP
10 J 129 VAL
10 J 130 SER
10 J 191 LEU
11 K 6 ILE
11 K 9 GLN
11 K 10 ASP
11 K 16 SER
11 K 30 SER
11 K 34 THR
11 K 41 THR
11 K 7 GLN
11 K 89 LYS
11 K 94 ARG
11 K 109 LYS
11 K 110 LYS
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Mol | Chain | Res | Type
11 K 139 THR
11 K 145 HIS
11 K 159 LEU
11 K 171 MET
11 K 178 VAL
11 K 180 VAL
11 K 185 LYS
11 K 194 PHE
12 L 4 LEU
12 L 9 GLN
12 L 25 TRP
12 L 32 LYS
12 L 39 PRO
12 L 81 LYS
12 L 95 LEU
12 L 104 TYR
12 L 105 THR
12 L 111 THR
12 L 114 TYR
12 L 121 ARG
12 L 125 ASP
12 L 131 SER
12 L 134 THR
12 L 140 LEU
12 L 148 LEU
12 L 151 GLU
12 L 183 ASP
12 L 186 ILE
12 L 209 ASN
12 L 211 ILE
13 M 9 GLU
13 M 11 PHE
13 M 14 LEU
13 M 26 ILE
13 M 34 VAL
13 M 40 ASN
13 M 78 ASN
13 M 88 LEU
13 M 98 VAL
13 M 99 HIS
13 M 100 THR
13 M 122 TYR
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Mol | Chain | Res | Type
13 M 123 GLU
13 M 126 GLN
13 M 141 LEU
13 M 142 ASP
13 M 143 ASN
13 M 156 ASN
13 M 165 TYR
13 M 166 LEU
13 M 201 ASP
13 M 205 LYS
14 N -6 GLN
14 N 19 LEU
14 N 21 SER
14 N 39 ASP
14 N 40 ASN
14 N 60 LYS
14 N 70 ASN
14 N 72 LEU
14 N 77 GLU
14 N 88 LEU
14 N 96 ARG
14 N 98 LYS
14 N 101 PRO
14 N 103 TRP
14 N 125 LEU
14 N 130 SER
14 N 142 MET
14 N 145 PRO
14 N 146 LEU
14 N 153 ARG
14 N 161 THR
14 N 179 ARG
14 N 182 ARG
14 N 200 PHE
14 N 204 LEU
14 N 208 ASN
14 N 218 LYS
14 N 223 GLN
14 N 224 LYS
14 N 225 ILE
1 O 18 ILE
1 O 25 LEU
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Mol | Chain | Res | Type
1 O 37 GLN
1 O 38 THR
1 O 39 ASN
1 O 43 LEU
1 O 73 PHE
1 O 89 ASP
1 O 103 GLU
1 O 116 VAL
1 O 126 GLN
1 O 137 LEU
1 O 142 THR
1 O 147 ASP
1 O 148 GLU
1 O 153 SER
1 O 162 TYR
1 O 163 TYR
1 O 167 LYS
1 O 171 THR
1 O 177 GLU
1 O 209 HIS
1 O 218 PHE
1 O 220 LYS
1 O 231 ASP
1 O 234 PHE
1 O 235 THR
1 O 240 ASN
1 O 244 ARG
1 O 251 GLN
2 P 11 THR
2 P 18 LEU
2 P 40 THR
2 P 57 MET
2 P 59 GLU
2 P 61 LEU
2 P 68 THR
2 P 70 ASP
2 P 89 SER
2 P 94 HIS
2 P 107 THR
2 P 112 SER
2 P 118 MET
2 P 119 GLN
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Mol | Chain | Res | Type
2 P 134 LEU
2 P 150 VAL
2 P 156 TYR
2 P 157 PHE
2 P 173 THR
2 P 178 ARG
2 P 180 ASN
2 P 183 LEU
2 P 197 LYS
2 P 204 PHE
2 P 207 ASP
2 P 210 GLU
2 P 211 LEU
2 P 217 GLU
2 P 220 ASP
2 P 241 GLN
2 P 244 ASN
2 P 247 LEU
2 P 248 GLU
3 Q 10 THR
3 Q 13 PHE
3 Q 27 GLU
3 Q 28 SER
3 Q 50 ARG
3 Q 53 THR
3 Q 55 THR
3 Q 59 GLN
3 Q 60 ASP
3 Q 69 LEU
3 Q 114 ARG
3 Q 115 LEU
3 Q 120 GLN
3 Q 123 THR
3 Q 134 SER
3 Q 140 TYR
3 Q 143 ARG
3 Q 150 THR
3 Q 175 LEU
3 Q 185 LYS
3 Q 188 ASP
3 Q 197 LEU
3 Q 202 ASP
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Mol | Chain | Res | Type
3 Q 209 ASP
3 Q 213 PHE
3 Q 218 LYS
3 Q 231 LYS
3 Q 232 PRO
3 Q 235 ILE
4 R 24 LEU
4 R 31 THR
4 R 39 LYS
4 R 48 ARG
4 R 57 THR
4 R 60 THR
4 R 62 SER
4 R 73 LEU
4 R 97 ARG
4 R 100 LEU
4 R 105 THR
4 R 107 GLU
4 R 118 GLN
4 R 126 VAL
4 R 133 THR
4 R 147 LEU
4 R 149 GLN
4 R 150 THR
4 R 152 PRO
4 R 155 ILE
4 R 162 GLN
4 R 166 ARG
4 R 181 ARG
4 R 187 THR
4 R 190 GLU
4 R 195 THR
4 R 201 GLU
4 R 208 LYS
4 R 221 ILE
4 R 226 SER
4 R 241 GLN
4 R 242 GLU
4 R 243 GLN
5t S 15 PHE
5t S 18 GLU
d S 36 THR
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Mol | Chain | Res | Type
5t S 48 LEU
d S 53 ARG
d S 59 LEU
5 S 61 SER
d S 78 MET
5 S 81 LEU
S S 86 ARG
d S 90 GLU
5 S 116 VAL
5 S 125 GLU
d S 134 MET
5 S 160 PRO
5t S 166 ARG
5t S 177 GLU
5 S 184 LEU
d S 185 ASN
5 S 189 SER
d S 208 MET
5 S 209 GLU
5t S 210 GLU
5t S 221 CYS
5 S 222 ILE
5 S 234 GLU
d S 235 LYS
5 S 245 GLU
6 T 11 VAL
6 T 27 GLU
6 T 29 ILE
6 T 39 ARG
6 T 56 LEU
6 T 62 LYS
6 T 72 LEU
6 T 80 ASP
6 T 90 GLN
6 T 101 ARG
6 T 115 LYS
6 T 117 GLN
6 T 121 GLN
6 T 138 ASP
6 T 146 GLU
6 T 147 PHE
6 T 154 THR
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Mol | Chain | Res | Type
6 T 164 ARG
6 T 176 LEU
6 T 185 ASN
6 T 187 ASP
6 T 189 LEU
6 T 198 SER
6 T 202 ARG
6 T 203 ASP
6 T 206 LEU
6 T 215 ILE
6 T 228 GLU
7 U 8 ASP
7 U 9 LEU
7 U 16 PRO
7 U 19 ARG
7 U 24 GLU
7 U 28 LYS
7 U 85 ARG
7 U 86 HIS
7 U 94 GLU
7 U 97 SER
7 U 98 PHE
7 U 104 THR
7 U 106 ILE
7 U 120 GLN
7 U 125 TYR
7 U 134 SER
7 U 140 VAL
7 U 143 ASN
7 U 147 LEU
7 U 152 PRO
7 U 164 THR
7 U 176 GLU
7 U 180 ASP
7 U 184 GLU
7 U 190 GLU
7 U 201 LEU
7 U 204 GLU
7 U 207 LYS
7 U 208 GLU
7 U 210 ASP
7 U 215 ILE
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Mol | Chain | Res | Type
7 U 217 TRP
7 U 224 ASN
7 U 245 GLU
8 \Y% 8 PHE
8 \Y 14 LEU
8 \Y% 30 VAL
8 \Y% 36 ARG
8 \Y% 64 GLU
8 \Y% 80 SER
8 \Y% 84 GLU
8 \Y% 86 CYS
8 \Y% 88 GLU
8 \Y% 91 ASP
8 \Y% 92 ASN
8 \Y% 104 ASP
8 \Y% 106 ASN
8 \Y% 110 VAL
8 \Y% 115 LEU
8 \Y% 119 VAL
8 \Y% 124 TYR
8 \Y% 132 THR
8 \Y% 133 PHE
8 \Y% 146 MET
8 \Y% 149 GLU
8 \Y% 151 THR
8 \Y% 154 PHE
8 \Y% 160 SER
8 \Y% 178 LEU
8 \Y% 185 ARG
8 \Y% 187 ILE
8 \Y% 188 PHE
9 W 9 ASN
9 W 14 ILE
9 W 22 GLN
9 W 30 ASN
9 W 35 HIS
9 W 41 ILE
9 W 63 ILE
9 W 68 LEU
9 W 80 LEU
9 W 82 MET
9 W 88 PHE

Continued on next page...



Page 121

Full wwPDB X-ray Structure Validation Report

1IFNT

Continued from previous page...

Mol | Chain | Res | Type
9 W 90 TYR
9 W 94 ILE
9 W 98 LEU
9 i 106 THR
9 W 131 SER
9 W 141 HIS
9 W 149 GLU
9 W 153 LYS
9 W 156 SER
9 W 177 VAL
9 W 197 GLU
9 W 217 ILE
9 W 222 ASP
10 X 3 VAL
10 X 12 VAL
10 X 20 LEU
10 X 23 GLN
10 X 29 ASN
10 X 35 PHE
10 X 40 VAL
10 X 49 THR
10 X 53 THR
10 X 54 LEU
10 X 56 GLU
10 X 57 MET
10 X 64 LEU
10 X 67 LEU
10 X 89 ARG
10 X 115 PHE
10 X 123 GLU
10 X 125 LYS
10 X 126 ASP
10 X 129 VAL
10 X 130 SER
10 X 191 LEU
11 Y 6 ILE
11 Y 9 GLN
11 Y 10 ASP
11 Y 16 SER
11 Y 30 SER
11 Y 34 THR
11 Y 41 THR
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Mol | Chain | Res | Type
11 Y 74 LEU
11 Y 7 GLN
11 Y 89 LYS
11 Y 94 ARG
11 Y 95 ARG
11 Y 109 LYS
11 Y 110 LYS
11 Y 145 HIS
11 Y 159 LEU
11 Y 171 MET
11 Y 178 VAL
11 Y 180 VAL
11 Y 185 LYS
11 Y 194 PHE
12 Z 4 LEU
12 Z 9 GLN
12 Z 25 TRP
12 Z 32 LYS
12 7 39 PRO
12 7 81 LYS
12 Z 95 LEU
12 Z 104 TYR
12 Z 105 THR
12 Z 111 THR
12 Z 114 TYR
12 / 121 ARG
12 7 125 ASP
12 Z 131 SER
12 Z 134 THR
12 Z 140 LEU
12 Z 148 LEU
12 V/ 183 ASP
12 7 186 ILE
12 7 209 ASN
12 7 211 ILE
13 a 9 GLU
13 a 11 PHE
13 a 14 LEU
13 a 26 ILE
13 a 34 VAL
13 a 39 ASP
13 a 40 ASN
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Mol | Chain | Res | Type
13 a 78 ASN
13 a 88 LEU
13 a 98 VAL
13 a 99 HIS
13 a 100 THR
13 a 122 TYR
13 a 123 GLU
13 a 126 GLN
13 a 141 LEU
13 a 142 ASP
13 a 143 ASN
13 a 156 ASN
13 a 165 TYR
13 a 166 LEU
13 a 201 ASP
13 a 205 LYS
14 b -6 GLN
14 b 19 LEU
14 b 21 SER
14 b 39 ASP
14 b 40 ASN
14 b 60 LYS
14 b 70 ASN
14 b 72 LEU
14 b 7 GLU
14 b 88 LEU
14 b 96 ARG
14 b 98 LYS
14 b 101 PRO
14 b 103 TRP
14 b 125 LEU
14 b 130 SER
14 b 142 MET
14 b 145 PRO
14 b 146 LEU
14 b 151 VAL
14 b 153 ARG
14 b 161 THR
14 b 176 LEU
14 b 179 ARG
14 b 182 ARG
14 b 200 PHE
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Mol | Chain | Res | Type
14 b 204 LEU
14 b 208 ASN
14 b 218 LYS
14 b 223 GLN
14 b 224 LYS
14 b 225 ILE
15 c 14 ASP
15 c 26 GLU
15 c 34 GLN
15 c 35 GLU
15 c 47 HIS
15 c 55 TYR
15 c 61 GLU
15 c 68 LEU
15 c 72 GLN
15 c 90 THR
15 c 120 LEU
15 c 138 THR
15 c 143 TYR
15 c 146 ARG
15 c 183 LEU
15 c 221 GLN
15 c 227 ASP
15 d 14 ASP
15 d 26 GLU
15 d 34 GLN
15 d 35 GLU
15 d 47 HIS
15 d 55 TYR
15 d 61 GLU
15 d 68 LEU
15 d 72 GLN
15 d 90 THR
15 d 120 LEU
15 d 138 THR
15 d 143 TYR
15 d 146 ARG
15 d 183 LEU
15 d 221 GLN
15 d 227 ASP
15 e 14 ASP
15 e 26 GLU
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Mol | Chain | Res | Type
15 e 34 GLN
15 e 35 GLU
15 e 47 HIS
15 e 55 TYR
15 e 61 GLU
15 e 68 LEU
15 e 72 GLN
15 e 90 THR
15 e 120 LEU
15 e 138 THR
15 e 143 TYR
15 e 146 ARG
15 e 183 LEU
15 e 221 GLN
15 e 227 ASP
15 f 14 ASP
15 f 26 GLU
15 f 34 GLN
15 f 35 GLU
15 f 47 HIS
15 f 55 TYR
15 f 61 GLU
15 f 68 LEU
15 f 72 GLN
15 f 90 THR
15 f 120 LEU
15 f 138 THR
15 f 146 ARG
15 f 183 LEU
15 f 221 GLN
15 f 227 ASP
15 g 14 ASP
15 g 26 GLU
15 g 34 GLN
15 g 35 GLU
15 g 47 HIS
15 g 55 TYR
15 g 61 GLU
15 g 68 LEU
15 g 72 GLN
15 g 90 THR
15 g 120 LEU
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Mol | Chain | Res | Type
15 g 138 THR
15 g 146 ARG
15 g 183 LEU
15 g 221 GLN
15 g 227 ASP
15 h 14 ASP
15 h 26 GLU
15 h 34 GLN
15 h 35 GLU
15 h 47 HIS
15 h 55 TYR
15 h 61 GLU
15 h 68 LEU
15 h 72 GLN
15 h 90 THR
15 h 120 LEU
15 h 138 THR
15 h 146 ARG
15 h 183 LEU
15 h 221 GLN
15 h 227 ASP
15 i 14 ASP
15 i 26 GLU
15 i 34 GLN
15 i 35 GLU
15 i 47 HIS
15 i 55 TYR
15 i 61 GLU
15 i 68 LEU
15 i 72 GLN
15 i 90 THR
15 i 120 LEU
15 i 138 THR
15 i 143 TYR
15 i 146 ARG
15 i 183 LEU
15 i 221 GLN
15 i 227 ASP
15 j 14 ASP
15 j 26 GLU
15 j 34 GLN
15 j 35 GLU
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Mol | Chain | Res | Type
15 j 47 HIS
15 j 55 TYR
15 j 61 GLU
15 j 68 LEU
15 j 72 GLN
15 j 90 THR
15 j 120 LEU
15 j 138 THR
15 j 143 TYR
15 j 146 ARG
15 j 183 LEU
15 j 221 GLN
15 j 227 ASP
15 k 14 ASP
15 k 26 GLU
15 k 34 GLN
15 k 35 GLU
15 k 47 HIS
15 k 55 TYR
15 k 61 GLU
15 k 68 LEU
15 k 72 GLN
15 k 90 THR
15 k 120 LEU
15 k 138 THR
15 k 146 ARG
15 k 183 LEU
15 k 221 GLN
15 k 227 ASP
15 1 14 ASP
15 | 26 GLU
15 1 34 GLN
15 1 35 GLU
15 1 47 HIS
15 1 55 TYR
15 | 61 GLU
15 1 68 LEU
15 | 72 GLN
15 1 90 THR
15 1 120 LEU
15 1 138 THR
15 1 146 ARG
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Mol | Chain | Res | Type
15 1 183 LEU
15 1 221 GLN
15 | 227 ASP
15 m 14 ASP
15 m 26 GLU
15 m 34 GLN
15 m 35 GLU
15 m 47 HIS
15 m 55 TYR
15 m 61 GLU
15 m 68 LEU
15 m 72 GLN
15 m 90 THR
15 m 120 LEU
15 m 138 THR
15 m 146 ARG
15 m 183 LEU
15 m 221 GLN
15 m 227 ASP
15 n 14 ASP
15 n 26 GLU
15 n 34 GLN
15 n 35 GLU
15 n 47 HIS
15 n 55 TYR
15 n 61 GLU
15 n 68 LEU
15 n 72 GLN
15 n 90 THR
15 n 120 LEU
15 n 138 THR
15 n 143 TYR
15 n 146 ARG
15 n 183 LEU
15 n 221 GLN
15 n 227 ASP
15 0 14 ASP
15 0 26 GLU
15 0 34 GLN
15 0 35 GLU
15 0 47 HIS
15 0 55 TYR
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Mol | Chain | Res | Type
15 0 61 GLU
15 0 68 LEU
15 0 72 GLN
15 0 90 THR
15 0 120 LEU
15 0 138 THR
15 0 146 ARG
15 0 183 LEU
15 0 221 GLN
15 0 227 ASP
15 p 14 ASP
15 p 26 GLU
15 p 34 GLN
15 p 35 GLU
15 p 47 HIS
15 p 55 TYR
15 p 61 GLU
15 p 68 LEU
15 p 72 GLN
15 p 90 THR
15 p 120 LEU
15 p 138 THR
15 p 146 ARG
15 p 183 LEU
15 p 221 GLN
15 p 227 ASP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (268) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 39 ASN
1 A 123 ASN
1 A 126 GLN
1 A 130 GLN
1 A 175 GLN
1 A 181 ASN
1 A 184 ASN
2 B 20 GLN
2 B 30 GLN
2 B 139 HIS
2 B 190 HIS
2 B 205 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 B 218 ASN
2 B 244 ASN
3 C 59 GLN
3 C 70 ASN
3 C 94 HIS
3 C 120 GLN
3 C 124 GLN
4 D 19 GLN
4 D 118 GLN
4 D 162 GLN
4 D 204 GLN
4 D 231 GLN
4 D 241 GLN
4 D 243 GLN
5 E 23 GLN
5 E 108 ASN
5 E 206 GLN
6 F 4 ASN
6 F 90 GLN
6 F 117 GLN
6 F 119 ASN
6 F 121 GLN
6 F 185 ASN
6 F 199 GLN
7 G 22 GLN
7 G 42 ASN
7 G 63 ASN
7 G 72 HIS
7 G 86 HIS
7 G 117 GLN
7 G 143 ASN
7 G 194 GLN
7 G 206 ASN
7 G 224 ASN
8 H 69 GLN
8 H 89 ASN
8 H 92 ASN
9 I 9 ASN
9 I 22 GLN
9 I 30 ASN
9 I 57 GLN
9 I 66 HIS
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Mol | Chain | Res | Type
9 I 86 HIS
9 | 109 HIS
9 I 144 GLN
9 I 165 ASN
9 I 200 GLN
10 J 29 ASN
10 J 63 ASN
10 J 148 ASN
11 K 9 GLN
11 K 36 GLN
11 K 40 HIS
11 K 117 GLN
11 K 195 GLN
11 K 197 GLN
12 L 9 GLN
12 L 66 HIS
12 L 85 ASN
12 L 176 ASN
12 L 179 HIS
12 L 188 HIS
12 L 191 HIS
12 L 209 ASN
13 M -7 ASN
13 M 40 ASN
13 M 61 ASN
13 M 71 ASN
13 M 83 ASN
13 M 99 HIS
13 M 143 ASN
13 M 156 ASN
13 M 186 HIS
14 N 29 ASN
14 N 40 ASN
14 N 53 GLN
14 N 66 ASN
14 N 104 ASN
14 N 144 ASN
14 N 163 GLN
14 N 203 ASN
14 N 208 ASN
1 O 39 ASN
1 O 84 ASN
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Mol | Chain | Res | Type
1 O 123 ASN
1 O 126 GLN
1 O 130 GLN
1 O 175 GLN
1 O 181 ASN
1 O 184 ASN
2 P 20 GLN
2 P 139 HIS
2 P 190 HIS
2 P 205 ASN
2 P 218 ASN
2 P 244 ASN
3 Q 59 GLN
3 Q 70 ASN
3 Q 94 HIS
3 Q 120 GLN
3 Q 124 GLN
4 R 19 GLN
4 R 79 ASN
4 R 118 GLN
4 R 162 GLN
4 R 204 GLN
4 R 231 GLN
4 R 241 GLN
4 R 243 GLN
S S 23 GLN
5 S 108 ASN
d S 206 GLN
6 T 4 ASN
6 T 90 GLN
6 T 93 ASN
6 T 117 GLN
6 T 119 ASN
6 T 121 GLN
6 T 185 ASN
6 T 199 GLN
7 U 22 GLN
7 U 42 ASN
7 U 63 ASN
7 U 72 HIS
7 U 143 ASN
7 U 181 HIS

Continued on next page...
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Mol | Chain | Res | Type
7 U 194 GLN
7 U 206 ASN
7 U 224 ASN
8 \Y% 69 GLN
8 \Y 92 ASN
9 W 9 ASN
9 W 22 GLN
9 W 30 ASN
9 W 57 GLN
9 W 62 ASN
9 W 66 HIS
9 W 86 HIS
9 W 144 GLN
9 W 165 ASN
9 W 200 GLN
10 X 29 ASN
10 X 63 ASN
10 X 80 GLN
10 X 148 ASN
11 Y 36 GLN
11 Y 40 HIS
11 Y 7 GLN
11 Y 117 GLN
11 Y 195 GLN
11 Y 197 GLN
12 7 9 GLN
12 7 66 HIS
12 Z 85 ASN
12 Z 176 ASN
12 Z 179 HIS
12 Z 188 HIS
12 V/ 191 HIS
12 7 209 ASN
13 a -7 ASN
13 a 40 ASN
13 a 61 ASN
13 a 71 ASN
13 a 83 ASN
13 a 99 HIS
13 a 143 ASN
13 a 149 ASN
13 a 156 ASN
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Mol | Chain | Res | Type
13 a 186 HIS
14 b 29 ASN
14 b 40 ASN
14 b 53 GLN
14 b 66 ASN
14 b 104 ASN
14 b 144 ASN
14 b 163 GLN
14 b 171 ASN
14 b 203 ASN
14 b 208 ASN
15 c 52 ASN
15 c 72 GLN
15 c 75 GLN
15 c 80 ASN
15 c 99 HIS
15 d 52 ASN
15 d 72 GLN
15 d 75 GLN
15 d 80 ASN
15 d 99 HIS
15 e 52 ASN
15 e 72 GLN
15 e 5 GLN
15 e 80 ASN
15 e 99 HIS
15 e 110 GLN
15 f 52 ASN
15 f 72 GLN
15 f 75 GLN
15 f 80 ASN
15 f 99 HIS
15 f 110 GLN
15 g 52 ASN
15 g 72 GLN
15 g 75 GLN
15 g 80 ASN
15 g 99 HIS
15 h 52 ASN
15 h 72 GLN
15 h 75 GLN
15 h 80 ASN

Continued on next page...



Page 135

Full wwPDB X-ray Structure Validation Report

1IFNT

Continued from previous page...

Mol | Chain | Res | Type
15 h 99 HIS
15 i 52 ASN
15 i 72 GLN
15 i 5 GLN
15 i 80 ASN
15 i 99 HIS
15 j 52 ASN
15 j 72 GLN
15 j 75 GLN
15 j 80 ASN
15 j 99 HIS
15 k 52 ASN
15 k 72 GLN
15 k 75 GLN
15 k 80 ASN
15 k 110 GLN
15 | 52 ASN
15 | 72 GLN
15 1 75 GLN
15 1 80 ASN
15 1 99 HIS
15 | 110 GLN
15 m 52 ASN
15 m 72 GLN
15 m 75 GLN
15 m 80 ASN
15 m 99 HIS
15 m 110 GLN
15 n 52 ASN
15 n 72 GLN
15 n 75 GLN
15 n 80 ASN
15 n 99 HIS
15 n 110 GLN
15 0 52 ASN
15 0 72 GLN
15 0 5 GLN
15 0 80 ASN
15 0 99 HIS
15 0 110 GLN
15 p 52 ASN
15 p 72 GLN

Continued on next page...
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Mol | Chain | Res | Type
15 p 75 GLN
15 p 80 ASN
15 p 99 HIS
15 p 110 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 14 ligands modelled in this entry, 14 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A 238/252 (94%) 0.14 8 (3%) 49 34 45, 88, 99, 100 0
1 O 238/252 (94%) 0.14 7(2%) 55 41 51, 89, 99, 100 0
2 B 247/250 (98%) 0.07 4 (1%) 74 62 39, 78, 96, 100 0
2 p 247/250 (98%) -0.05 3(1%) 811 69 46, 81, 98, 100 0
3 C 241/245 (98%) -0.07 4 (1%) 73 60 35, 71, 99, 100 0
3 Q 241/245 (98%) 0.03 9 (3%) 45 30 37,77, 99, 100 0
4 D 239/254 (94%) -0.06 512%) 67 52 34, 69, 98, 100 0
4 R 239/254 (94%) -0.06 5(2%) 67 52 37,74, 99, 100 0
5 E 244/260 (93%) -0.02 12 (4%) 33 20 29, 67, 98, 100 0
5 S 244 /260 (93%) 0.04 9 (3%) 45 30 41, 72, 99, 100 0
6 F 233/234 (99%) -0.23 0 | 33, 69, 87, 98 0
6 T 233/234 (99%) -0.03 2 (0%) |85) 78 45, 74, 92, 100 0
7 G 240/287 (83%) 0.11 6 (2%) 61 47 45, 82, 98, 100 0
7 U 240/287 (83%) 0.20 6 (2%) 61 47 52, 85, 99, 100 0
8 H 196,/196 (100%) -0.04 3(1%) 76 63 51, 79, 97, 100 0
8 \Y% 196,196 (100%) 0.05 5(12%) 59 45 56, 81, 98, 100 0
9 I 222/232 (95%) -0.14 4 (1%) 71 58 44,74, 95, 100 0
9 W 222/232 (95%) -0.08 5(2%) 64 49 44,75, 93, 100 0
10 J 204/205 (99%) -0.35 3(1%) 176 63 29, 60, 85, 100 0
10 X 204 /205 (99%) -0.40 1(0%) §91§187 33, 60, 82, 95 0
11 K 198/198 (100%) -0.25 5(2%) 61 47 23, 52, 80, 100 0
11 Y 198/198 (100%) -0.33 2 (1%) 184 75 30, 56, 84, 100 0
12 L 212/212 (100%) -0.40 2 (0%) 185) 78 30, 52, 72, 96 0
12 7 212/212 (100%) -0.52 0 Il_O(h.Hlm 31, 52, 76, 92 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
13 M 222 /222 (100%) -0.33 1 (0%) 87 28, 60, 79, 97 0
13 a 222/222 (100%) -0.29 2 (0%) |85 78 30, 61, 85, 99 0
14 N 233,/233 (100%) -0.13 3(1%) (79 67 37, 72, 95, 99 0
14 b 233,/233 (100%) -0.06 2 (0%) |85 78 | 39, 74, 96, 100 0
15 c 198/231 (85%) 0.28 5(2%) 61 47 | 58,90, 99, 100 0
15 d 198/231 (85%) 0.47 19 (9%) f10] 16 | 65, 92, 100, 100 0
15 e 198/231 (85%) 0.43 19 (9%) 6| | 58,91, 100, 100 0
15 f 198/231 (85%) 0.18 7(3%) 48 32 | 47,89, 99, 100 0
15 g 198/231 (85%) 0.17 7 (3%) 48 32 | 48,88, 99, 100 0
15 h 198/231 (85%) 0.29 8 (4%) 42 27 | 57,86, 99, 100 0
15 i 198/231 (85%) 0.28 7(3%) 48 32 |56, 91, 100, 100 0
15 j 198/231 (85%) 0.41 11 (5%) 28 [ 16| | 60, 94, 100, 100 0
15 k 198/231 (85%) 0.38 12 (6%) 25 | 13| | 65, 94, 100, 100 0
15 1 198/231 (85%) 0.32 15 (%) | 17 56, 93, 100, 100 0
15 m 198/231 (85%) 0.30 13 (6%) | 22 56, 94, 100, 100 0
15 n 198/231 (85%) 0.34 13 (6%) | 22 64, 94, 100, 100 0
15 0 198/231 (85%) 0.43 13 (6%) | 22 70, 93, 100, 100 0
15 p 198/231 (85%) 0.52 22 (11%) {7 67, 95, 100, 100 0
All | Al | 9110/9794 (93%) 0.03 289 (3%) 51 36 | 23,79, 99, 100 0

All (289) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
5t S 129 | GLY 6.7
3 Q 245 | THR 6.3
15 k 231 | SER 5.9
5 E 128 | SER 5.5
5 S 126 | GLY 5.4
5t E 127 | ALA 5.4
4 R 51 | THR 5.4
3 C 245 | THR 5.2
15 | 231 | SER 4.9
10 J -8 SER 4.9
4 D 51 | THR 4.9
15 1 227 | ASP 4.7
14 N -8 | THR 4.7

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
8 \Y% 10 | ASP 4.7
5 S 125 | GLU 4.6
11 K 197 | GLN 4.6
15 0 176 | SER 4.5
11 Y 196 | ALA 4.3
5t E 129 | GLY 4.3
15 1 228 | HIS 4.3
15 e 229 | MET 4.3
d S 128 | SER 4.2
1 A 251 | GLN 4.1
3 Q 244 | ILE 4.1
15 e 126 | GLY 4.1
7 U 220 | LEU 4.0
15 p 63 | SER 3.9
2 P 249 | ALA 3.9
15 j 6 ALA 3.9
14 b -8 | THR 3.8
5 S 127 | ALA 3.8
15 p 6 ALA 3.7
15 e 227 | ASP 3.7
15 0 179 | LEU 3.7
15 n 146 | ARG 3.7
15 d 146 | ARG 3.7
15 f 231 | SER 3.6
7 G 186 | LEU 3.6
8 H 11 | GLY 3.6
15 p 58 | ALA 3.6
15 e 143 | TYR 3.5
15 n 52 | ASN 3.5
15 k 6 ALA 3.5
9 i 219 | ASN 3.5
15 0 187 | ASP 3.4
15 k 228 | HIS 3.4
15 e 230 | VAL 3.4
15 1 229 | MET 3.3
11 K 196 | ALA 3.3
15 k 227 | ASP 3.3
15 d 231 | SER 3.3
2 B 250 | LEU 3.3
5t E 125 | GLU 3.2
5t E 131 | GLU 3.2
5 E 124 | GLY 3.2

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
15 g 51 | ARG 3.2
12 L 212 | GLY 3.2
15 p 181 | LEU 3.2
15 e 6 ALA 3.2
15 0 143 | TYR 3.2
9 W 220 | ILE 3.2
11 K 195 | GLN 3.2
5 E 247 | GLU 3.1
15 m 183 | LEU 3.1
9 I 222 | ASP 3.1
15 0 53 | SER 3.1
15 m 143 | TYR 3.1
15 p 143 | TYR 3.1
1 O 252 | ASP 3.1
2 B 249 | ALA 3.1
15 j 13 | ARG 3.1
15 d 10 | GLN 3.1
4 R 60 | THR 3.1
5 S 131 | GLU 3.1
1 O 249 | ALA 3.0
15 k 17 | THR 3.0
15 e 146 | ARG 3.0
15 j 54 | THR 3.0
15 j 53 | SER 3.0
15 m 231 | SER 3.0
8 \Y% 11 | GLY 3.0
15 k 230 | VAL 3.0
8 \Y% 9 LYS 3.0
5 E 133 | LEU 3.0
1 A 252 | ASP 3.0
4 D 52 | LEU 3.0
15 p 144 | ALA 3.0
15 1 10 | GLN 2.9
5t E 126 | GLY 2.9
9 I 182 | LYS 2.9
15 h 176 | SER 2.9
9 W 221 | CYS 2.9
15 j 67 | LEU 2.9
7 U 205 | ASP 2.9
15 1 7 ALA 2.8
15 0 177 | PRO 2.8
15 n 143 | TYR 2.8
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Mol | Chain | Res | Type | RSRZ
15 p 146 | ARG 2.8
4 R 52 | LEU 2.8
3 Q 221 | ASN 2.8
15 k 146 | ARG 2.8
15 h 143 | TYR 2.8
3 Q 222 | ASP 2.8
15 e 228 | HIS 2.8
3 C 222 | ASP 2.8
15 n 176 | SER 2.8
1 O 189 | SER 2.8
1 O 215 | GLY 2.8
15 0 190 | PHE 2.8
15 p 16 | TYR 2.8
15 k 27 | GLU 2.8
1 A 216 | THR 2.8
15 h 51 | ARG 2.8
15 k 10 | GLN 2.8
9 W 222 | ASP 2.8
13 M 156 | ASN 2.8
15 d 145 | LEU 2.7
15 d 179 | LEU 2.7
1 O 240 | ASN 2.7
7 U 186 | LEU 2.7
8 H 8 PHE 2.7
15 j 143 | TYR 2.7
1 A 222 | ASP 2.7
2 P 250 | LEU 2.7
5t S 124 | GLY 2.7
15 | 225 | GLY 2.7
15 d 57 | ARG 2.7
7 G 221 | SER 2.7
15 g 176 | SER 2.7
15 n 177 | PRO 2.7
2 B 206 | GLY 2.7
15 p 178 | SER 2.6
15 h 146 | ARG 2.6
15 i 180 | LEU 2.6
15 m 146 | ARG 2.6
15 e 10 | GLN 2.6
15 e 13 | ARG 2.6
15 0 51 | ARG 2.6
15 d 27 | GLU 2.6

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
15 m 6 ALA 2.6
5 E 130 | GLU 2.6
3 C 220 | ALA 2.6
9 I 179 | GLU 2.6
15 d 62 LYS 2.6
15 h 63 | SER 2.6
15 m 13 | ARG 2.6
15 n 139 | PRO 2.6
15 f 146 | ARG 2.6
15 d 41 LYS 2.6
15 m 227 | ASP 2.6
15 1 176 | SER 2.6
15 1 8 LEU 2.6
15 m 189 | ASP 2.6
15 d 16 | TYR 2.6
15 c 28 | TRP 2.5
15 d 144 | ALA 2.5
15 | 146 | ARG 2.5
15 1 184 | ARG 2.5
2 B 177 | LYS 2.5
15 p 28 | TRP 2.5
15 0 185 | GLN 2.5
15 p 57 | ARG 2.5
9 W 218 | VAL 2.5
15 g 146 | ARG 2.5
15 1 17 | THR 2.5
3 Q 182 | ASP 2.5
1 A 213 | ALA 2.5
15 h 6 ALA 2.5
15 n 226 | THR 2.5
7 G 237 | GLU 2.5
15 0 52 | ASN 2.5
15 i 51 | ARG 2.4
15 1 230 | VAL 2.4
11 Y 195 | GLN 24
15 g 47 HIS 24
15 i 63 | SER 24
15 p 53 | SER 24
15 p 54 | THR 2.4
15 1 13 | ARG 2.4
15 e 16 | TYR 2.4
15 d 229 | MET 24
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Mol | Chain | Res | Type | RSRZ
11 K 10 | ASP 2.4
15 n 178 | SER 24
15 p 61 | GLU 24
15 m 230 | VAL 24
3 Q 52 | VAL 24
15 m 142 | MET 2.4
15 d 228 | HIS 2.4
15 c 53 | SER 2.4
9 I 11 | GLY 24
15 f 227 | ASP 24
15 p 10 | GLN 24
15 j 144 | ALA 2.4
15 d 61 | GLU 2.3
15 m 56 | GLY 2.3
15 k 47 HIS 2.3
15 k 52 | ASN 2.3
8 \Y% 102 | TYR 2.3
15 d 230 | VAL 2.3
15 f 176 | SER 2.3
15 n 186 | ILE 2.3
S S 130 | GLU 2.3
15 g 54 | THR 2.3
13 a -9 | GLN 2.3
15 d 52 | ASN 2.3
3 C 219 | GLY 2.3
15 e 9 ILE 2.3
3 Q 42 | ASP 2.3
14 b 193 | ASP 2.3
15 p 68 | LEU 2.3
15 p 177 | PRO 2.3
15 f 55 | TYR 2.3
7 U 201 | LEU 2.3
15 c 146 | ARG 2.3
15 e 226 | THR 2.3
15 h 231 | SER 2.2
15 p 229 | MET 2.2
1 A 50 | CYS 2.2
8 H 10 | ASP 2.2
12 L 180 | VAL 2.2
15 k 13 | ARG 2.2
15 p 176 | SER 2.2
1 A 195 | ASN 2.2

Continued on next page...



Page 144

Full wwPDB X-ray Structure Validation Report

1IFNT

Continued from previous page...

Mol | Chain | Res | Type | RSRZ
15 0 146 | ARG 2.2
10 J 10 | ASP 2.2
11 K 193 | ASP 2.2
15 i 146 | ARG 2.2
4 D 179 | TYR 2.2
7 U 12 | SER 2.2
15 e 231 | SER 2.2
6 T 183 | ASP 2.2
15 i 11 | ASN 2.2
1 A 218 | PHE 2.2
15 j 181 | LEU 2.2
5 E 244 | LYS 2.2
15 j 51 | ARG 2.2
5t E 132 | ARG 2.2
10 J 183 | LYS 2.2
15 f 13 | ARG 2.2
15 h 55 | TYR 2.2
15 e 94 ILE 2.2
8 \Y% 8 PHE 2.1
4 R 61 | PRO 2.1
4 D 242 | GLU 2.1
15 0 8 LEU 2.1
15 g 228 | HIS 2.1
3 Q 220 | ALA 2.1
15 g 180 | LEU 2.1
7 G 246 | ILE 2.1
13 a 108 | ASP 2.1
14 N 195 | ASN 2.1
15 d 11 | ASN 2.1
15 m 226 | THR 2.1
15 e 127 | SER 2.1
4 R 41 | CYS 2.1
15 m 69 | GLY 2.1
10 X 186 | VAL 2.1
15 p 184 | ARG 2.1
15 i 53 | SER 2.1
1 O 187 | LYS 2.1
4 D 60 | THR 2.1
15 i 143 | TYR 2.1
6 T 210 | ASN 2.1
15 d 221 | GLN 2.1
15 c 63 | SER 2.1

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
15 e 8 LEU 2.1
15 p 13 | ARG 2.1
15 p 182 | GLU 2.1
7 G 170 | SER 2.1
2 P 202 | GLY 2.1
15 c 182 | GLU 2.1
3 Q 41 | SER 2.0
15 1 15 | SER 2.0
14 N 39 | ASP 2.0
15 d 227 | ASP 2.0
15 e 11 | ASN 2.0
15 j 28 | TRP 2.0
7 U 208 | GLU 2.0
1 O 191 | ILE 2.0
15 f 226 | THR 2.0
7 G 244 | LYS 2.0
15 n 28 | TRP 2.0
15 e 28 | TRP 2.0
15 0 178 | SER 2.0
15 n 229 | MET 2.0
15 j 61 | GLU 2.0
15 n 187 | ASP 2.0
5 S 212 | LEU 2.0
15 n 145 | LEU 2.0

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

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

6.3 Carbohydrates (i)

There are no 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.
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
16 MG H 1002 1/1 0.72 0.38 6.05 81,81,81,81 0
16 MG J 1005 1/1 0.97 0.26 5.42 37,37,37,37 0
16 MG X 1012 1/1 0.82 0.29 2.61 56,56,56,56 0
16 MG L 1003 1/1 0.89 0.23 1.67 43,43,43,43 0
16 MG U 1014 1/1 0.77 0.30 0.73 65,65,65,65 0
16 MG \Y 1009 1/1 0.89 0.18 -0.62 39,39,39,39 0
16 MG a 1011 1/1 0.97 0.06 -1.76 49,49,49,49 0
16 | MG | M | 1004] 1/1 0.98 | 007 | -2.17 | 26,26,26,26 0
16 MG G 1007 1/1 0.91 0.10 -2.81 38,38,38,38 0
16 MG I 1001 1/1 0.88 0.16 -3.61 67,67,67,67 0
16 MG Z 1010 1/1 0.98 0.08 -3.80 38,38,38,38 0
16 MG W 1008 1/1 0.95 0.08 -5.08 67,67,67,67 0
16 | MG T [1006| 1/1 0.92 | 0.09 ; 94.24,24.24 0
16 MG X 1013 1/1 0.87 0.23 - 79,79,79,79 0

6.5 Other polymers (i)

There are no such residues in this entry.
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