WDRLDWI

2PDB

PRUTEIN DATA BANK

Full wwPDB X-ray Structure Validation Report ()

Feb 28, 2014 — 01:06 PM GMT

PDBID : 4HG4
Title : Crystal structure of Fab 2G1 in complex with a H2N2 influenza virus hemag-
glutinin
Authors : Xu, R.; Wilson, I.A.
Deposited on :  2012-10-06
Resolution : 3.20 A(reported)

This is a full wwPDB validation report for a publicly released PDB entry.
We welcome your comments at validation@mail.wwpdb.org
A user guide is available at http://wwpdb.org/ValidationPDFNotes.html

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

MolProbity : 4.02b-467

Mogul : 1.15 2013
Xtriage (Phenix) : dev-1323
EDS : stable22639
Percentile statistics : 21963

Refmac : 5.8.0049
CCP4 : 6.3.0 (Settle)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)
Validation Pipeline (wwPDB-VP) : stable22683


http://wwpdb.org/ValidationPDFNotes.html
http://wwpdb.org/ValidationPDFNotes.html
http://wwpdb.org/ValidationPDFNotes.html#h.bb5rq2d7riym

Page 2 Full wwPDB X-ray Structure Validation Report 4HG4

1 Overall quality at a glance (i)

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 I VN 0.298
Clashscore T I . 11
Ramachandran outliers | D 2.4%
Sidechain outliers T 17.4%

RSRZ outliers I |]

Worse Better

0.5%

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))
Riree 66092 1824 (3.30-3.10)
Clashscore 79885 1078 (3.26-3.14)
Ramachandran outliers 78287 1059 (3.26-3.14)
Sidechain outliers 78261 1058 (3.26-3.14)
RSRZ outliers 66119 1825 (3.30-3.10)

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

Mol | Chain | Length Quality of chain

1 A 327 =
1 B 327 -
1 C 327 -
1 D 327 -
1 E 327 -
1 F 327 .
1 G 327 -
1 H 327 -
1 I 327 -
2 a 174 -
2 b 174 —
2 c 174 B -
2 d 174 B .
2 e 174

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

Mol | Chain | Length Quality of chain
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2 Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 58742 atoms, of which 0
are hydrogen and 0 are deuterium.

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

atoms.

e Molecule 1 is a protein called Hemagglutinin HA1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 323 g(;;l 153)3 41;8 4(5?5 1S5 0 0 0
L B 319 gg le 1 5?7 7 4§3 4(7)8 1S5 0 0 0
L] C 20| o 150 43 436 19 0 0 v
L b 324 ggg;l 1;)9 41?\39 4(536 1S5 0 0 0
L B 329 gg;l 1&%3 41?\38 4(535 1S5 0 0 0
L s 324 ggg;l 15%9 41?:19 4(5?6 185 0 0 0
L G 324 gggzl 15%9 41?:19 426 1S5 0 0 0
L H 25| o e w0 aso 15 0 0 0
L ! 324 ggg;l 15%9 41?\}9 4(636 185 0 0 0

There are 9 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 9 PRO - EXPRESSION TAG | UNP Q67085
B 9 PRO - EXPRESSION TAG | UNP Q67085
C 9 PRO - EXPRESSION TAG | UNP Q67085
D 9 PRO - EXPRESSION TAG | UNP Q67085
E 9 PRO - EXPRESSION TAG | UNP Q67085
F 9 PRO - EXPRESSION TAG | UNP Q67085
G 9 PRO - EXPRESSION TAG | UNP Q67085
H 9 PRO - EXPRESSION TAG | UNP Q67085
I 9 PRO - EXPRESSION TAG | UNP Q67085

e Molecule 2 is a protein called Hemagglutinin HA2.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 ? 17l ?gg;l 826 21Z\’>I6 2(7)6 S 0 0 0
2 b 167 ?gfgl 8?6 21;]9 2(7)1 S 0 0 0
2 ¢ 172 ?gst;%l 831 21;7 2(7)9 S 0 0 0
2 d 172 ?gft)?il 8(731 21?\>I7 2(;9 S 0 0 0
2 ¢ 172 f?fg&él 831 21;,17 2(7)9 S 0 0 0
2 f 172 ?ggzl 8(;1 21?\)]7 2(?9 S 0 0 0
2 & 172 f‘éﬁf&l 8(7]1 21;]7 2(;9 g 0 0 0
2 h 167 ?gt;;l 85135 21?\}1 2?0 8 0 0 0
2 i 2| ags smoawr om0 0 0 X
e Molecule 3 is a protein called Fab 2G1 heavy chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s 0w s e s | 0 | 0 |0
3 L 212 ??7381 10%4 21218 3(1)1 g 0 0 0
3 N 223 ?gflzl 1(513 21;11 3(2)8 g 0 0 0
s P 161 qugg;l 7(7jO 1155 2(3)9 g 0 0 0
3 R 214 ??8?91 1(?10 21(\510 3(1)4 g 0 0 0
3T 2500 005 20 an s ! ! ;
SV 17 ' aer 1 1 s 0 0 ¥
3 X 164 quggzl 7(835 21(\)11 251)2 ZSl 0 0 0
3| 2 167 162 s07 205 216 1 0 0 0

e Molecule 4 is a protein called Fab 2G1 light chain.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
I T HEEERE
1M L 0 0 0
10 R 0 0 0
4 Q 157 3(2)52;1 720 21(\)I6 228 g 0 0 0
4 S 211 ??igl 10%7 21;19 3(3)2 ésl 0 0 0
4 v 211 ??igl 10%7 21;19 3(3)2 ZSL 0 0 0
4 W 105 gofg 1 5(;2 115\3]9 1(6)5 g 0 0 0
IR T EEERE
Lo 119 pir 5(638 155 180 ) 0 0 0
e Molecule 5 is a polymer of unknown type called SUGAR (2-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 2 T;’;al 1% l;I 100 0 0
5 B 2 T;’t;‘l 1C(5 15 100 0 0
5 | D 2 T;gal 106 ) 1% 0 0
5 | E 2 ol o 20 0 0
5 | F 2 ol 20 0 0
5 | H 2 ol o 0 0 0
5 | H 2 ol 20 0 0
5 | W 2 ol 20 0 0
5 I 2 T;;al 106 g 1% 0 0

There are 9 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual Comment Reference
A 9 PRO - EXPRESSION TAG | UNP Q67085
B 9 PRO - EXPRESSION TAG | UNP Q67085
D 9 PRO - EXPRESSION TAG | UNP Q67085
E 9 PRO - EXPRESSION TAG | UNP Q67085
F 9 PRO - EXPRESSION TAG | UNP Q67085
H 9 PRO - EXPRESSION TAG | UNP Q67085
H 9 PRO - EXPRESSION TAG | UNP Q67085
H 9 PRO - EXPRESSION TAG | UNP Q67085
I 9 PRO - EXPRESSION TAG | UNP Q67085

e Molecule 6 is SUGAR (N-ACETYL-D-GLUCOSAMINE) (three-letter code: NAG) (formula:

CSH15NO6).
OH
HO , Sy . \\\\\\\\
HN/ - OH
\ OH
H,C 0
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
6 A 1 14 3 1 5 0 0
Total C N O
0 C 1 14 8 1 5 0 0
Total C N O
6 E 1 14 3 1 5 0 0
Total C N O
6 F 1 14 3 1 5 0 0

e Molecule 7 is a polymer of unknown type called SUGAR (3-MER).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
7 C 3 39 22 2 15 0 0
Total C N O
7 G 3 39 22 2 15 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
C 9 PRO - EXPRESSION TAG | UNP Q67085
G 9 PRO - EXPRESSION TAG | UNP Q67085
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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-

outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

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

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

3 Residue-property plots (i)

e Molecule 1: Hemagglutinin HA1

Chain A:

Page 9

8TTA

09113a
a9774d

(4358

2014

VEST

[4:=0)

Sv

(428

8€H

L
#

€EN

0€T

8CL

< w0 © N~ 0o o
© © O mmb- b~ N~ 0
NN NN
nwnv O M B X

e Molecule 1: Hemagglutinin HA1

Chain B:

9zA
ST

€L
{443

1

0gN
BTV

L

STI
710

019D

0cey
61CL

4149
€12s

80CL

€028

TOZA

661D
86TA

S6TA

L

1670

€8TH

+

6LTI

Ll

TLIL

69TN

voTY

091a

LSTH
9STX

6714

YIS

YYIN

TVIA

LETYH

€ETL

CETL

€TTA

1211
0TI

€TEN

8TEL
LTIEY
91€1
STEA
vie1
e1ex

90ed
20eI
L6TA
962N
S6CH
2621

88C1

982D

8524

052N

ovca

9€TT

8¢Ts

prasil
92eTT

SOTA
vora

1018

0€T

8¢l

ST

€Tl
TzTs

6TV

€6T.L

1610

981N
S81d
78TH

Z8TA

9LTH

+F

L

3
3

[42%!
1111

8071

20eI
TOEL
00€T

86CH

S6CH

88CI
8¢V

€8CL

F

8.2

VLT

992D
S9CS

v€9TH

L82H
96Tk

€52V

T821

8L

Svcd

6ETH

9€T1

92T1

+

S12d

€12S

0TeN
6021
80CL

voTA
€0CS

LBIN
9610

€TEA

8TEL

e Molecule 1: Hemagglutinin HA1

Chain C:

91€71
STEN

60€A
80€X

LTTM
9CTH
se1a

a9714d
VOTTH

(435

80TT

T0TS
007D

Y18A

0€TH
622y

92T1
Teed

(aa
61CL

L121

ST12d

L

072N

8021
L0Ts

70T
€028
20T

L6TN

3

€6TL

1610

68TL

1810

S81d

€8TH

08TM

SLTD

TLIL

B69TN

091d

8GTD
LSTH
98TH
SSTL

1

9¥1Is

€ETL

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


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

Full wwPDB X-ray Structure Validation Report 4HG4

Page 10

—
<t
T

0821
6.TL

L.20

v.21

+

Hemagglut

vecn
€€TS

inin

e Molecule 1
Chain D

k

LETY

S9S

8EH
LEL

.
&
+

61V
8TH

6ETH

LETT
9€T1

0ETH

PR

3

6121

v1eL
€1es

6021
80TL
L0ZS

70TA

2c0ozA

LBTN

S6TA
¥6T1

061d
63T.L

C8TA

08TM

vL13

0LIN

€9TA

09Td

LSTH

2
L

e Molecule 1
Chain E

3

7911

TSTH

8¥14

9v1S
S¥1d

00€T

86CH

0824

.27

9929

€9cd

1821

svcd

[agAn
Tvca

HA1

inin

Hemaggluti

€118

TT11

80171

T01S

9671

88l

984

78M

VI8A

081

ELN
cLd
TLT

998
%90

191

~
0
A

N
[}
I":

0€T

€aL

=l -~
— o
< =

[41]

€128
[q14°¢

60T

0TS

€6TL

1810
98TN

78TH

Z8TA

08TM
6LTI

9LTH

iZA%

991D

€9TA
291d

95T

9zTd

VOTTH

60€A

L0€4

662d
86CH

S6CH

€62d

T6CL
88CI
[4:14)]

08TY
6.TL

.21

TLzd
0,21

89T

992D

€924

0921

LS8TH

e¢seI
TS821

eigact

[44A%

9€CT

vecn

0€TW

92TT

6121

S12d

€CeEN
0zeT
9T€1

STEA
vie1

HA1

nin

. Hemagglut

e Molecule 1
Chain F

F

[474%3)

9ETS

€ETL
CETL

0TI

a9714

295

2oTd
T0TS

063
684
88N
Yi8A

6.1
8.4

9.0

L
TL1

991

%90

89d

SGD

YeST

9%l
Svi
vva
V1
(4728

o -
)
~

0€T

0ZN

92T1

0zTy

9124

j4%4%
€128
(454

012N

80CL

€0cs

-
i

LBTN
9610

7611
€6TL

1610

68TL

Ll

6L11

9LTW

ZA%S

9CeT

L

T2ed

1

91€1
STEA
viel

60€A

ToeL
00€T

86CH

S6CH

0621

88CI
182V
982D
€821

08e)

8.cd
S.T3
V.21
€LTL
0LzL

992D

L

€924

192

6521

A4

vSed

6¥%2H
8¥cl

cvel

9€T1

HA1

nin

: Hemaggluti

e Molecule 1
Chain G

CETL
TETL

621D
2cld
1211
0CTI
6TTY

a9T14d
YOTTH

STTA
118

6013
SOTA

20tTd
1018

0634
88IH

visA

VeST

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4HG4

Page 11

€128

€8TH

6LT1

LLTT
9LTH

ZR%8

LIS
TLIL

€9TA
291d

091a
6STS

LSTH
9STA

+

3

9€TS

YETD
€ETL

TOEL
00€T

86CH

S6CH

€62d

8821
L8ev

¥82¢d

1820
08y

8.t

ieVkact
v.21
€LTL

T.L2d

692x

992D
9928

€92y
29eH

0921
652
85¢d
75¢d
e¢seI
8¥%Cl

Tvea
oveM

L121

9zer

€CTEA

STEN

60€A
80€X
L0€Y

HA1

nin

: Hemaggluti

e Molecule 1
Chain H

3

90T3d
SOTA

20Td
1018

864
16D

063
684
88
984
988
wem
visa

6.1
8.4

LD

0.1

991

LYH

1728

3

Hemagglut

€71

8EH
LeL

{41!

0gT

{443

0oZN

€11

6GTS

LGTH
9GTH
SGTL

+

6714

PAARS

S¥1d

vis

6ETD

9€TS

F

CETL
TETL

8TTA

09714

VOTTH
9TTA

S6CH
V624
£62d
2621

8L

elgac
Svcd

0ETH

2TH

(44

L1281

912d

1L
€188

0TZN

8021

¥oza
€0CS

LBIN
96Th

Leed
9CeT

€CEN

02eT

STEA

v1e1

e1exd

60EA

Logyd

TOEL
00€T

86CH

HA1

nin

e Molecule 1

Chain I

1211
0zTI

[43%¢

20T
T0TS

864
160

063
684

visA
991
S98
790

6ST

961

YeST
€9%

—
[re)
-

oL

¥va

(414

0TZN

80CL

TLIS

69TN

€9TA

6STS

951X

+

2STA
TSTW

8714

9718
S¥1d

6ETD

9€TS

3

CETL
TETL

S6CH

€62d

8¢V

¥8¢d

[4:14s]

082

8.t

eVkac
v.L21
€LTL

89CN

992D

v92s

€924

T9TS

65T
85¢d

e¢seI
6%2H
8¥%Cl
PAZA

4748
/a8

0€TW

92TT

L121

4548

9zel

€CTEA

0zeT

L1€eV
91€T

vie1
€1eN

L0€Y

HA2

nin

: Hemaggluti

e Molecule 2

Chain a

TLIN

vo1d

9STL

1618
0STN

8¥10
PA4S

Ssv1a

CETH

O0ETA

pXast

1295

€83

TLN
TLS

19D

94

HA2

inin

. Hemaggluti

e Molecule 2
Chain b

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4HG4

Page 12

e Molecule 2: Hemagglutinin HA2

Chain c: &

3

votd

8¥%1d
Ly13a

€118

€94

6SNH
0ed
9CH

61d

e Molecule 2: Hemagglutinin HA2

Chain d: =

914
8v1D
PAAKS
9v1a
€118

081

2k
€L1

694

99A

€94

68K

9CH

61d

e Molecule 2: Hemagglutinin HA2

Chain e:

e Molecule 2: Hemagglutinin HA2

Chain f: &

iaxce
8¥%1D
Ly1d
9v1a
prax

€118

68

9CH

61d

e Molecule 2: Hemagglutinin HA2

¥or1a

8710

e Molecule 2: Hemagglutinin HA2

Chain h:

9%1da
081

€L1
CTLN

694
99A

29b
T9L

68

9CH

61d

Chain g:

vo1a

1818

pAAKS
9v1a

1274

€118

€0Td
COTH

T6A
2k
eLT
CTLN
694

99A

B6SIW

6L

zes

9CH

143

e Molecule 2: Hemagglutinin HA2

Chain 1:

61d

vota

8%TD

ov1a

214

08T

L3
€L1

99A

e Molecule 3: Fab 2G1 heavy chain

Chain J: &

4eli]

—
©
=1

6

©
rs
=

© I~
Q-
oo

)
-
a

) .\-
<< <

O

R LDWIDE
PROTEIN DATA BANK

W



4HG4

Full wwPDB X-ray Structure Validation Report

—
©
>

Page 13

8LV

.S

TLY

L

LOA

9b
€94

190

© mm
0
=

<
0
o

€SI

(4%

08D

8¥A

Sv1
%D

T9d

6€d

LEA

SEL
ved
EEA

1es

Ll

€T

o < ©

LOTL

€0TM
20Td

00074
d00TM

00TX
665
869

961
S6D

£6ev
26D

064
68A

S84
78S

1

08K

11

Fab 2G1 heavy chai

e Molecule 3
Chain L

00TA

N~ © ©
© a9 [ D
B <~ (o] o

S84
88

L

vzel

08I

9.8

V.S

cLa

ovd

42

LS

SLTT

LIS

0LTT

8ETT

(44 %8

611d

L1TH

|

€118
(4353

L0TL

HF

{4148

S0TL

86TA

S6TI

€6TL
Z610

9818
S8Td

e Molecule 3
Chain N

b

€811

6.L1S
8.L11

Fab 2G1 heavy chain

o
2
H

0z1s

LTTH

2244
OTTL
SOTh
d00TM
Y001d
00TA
961
88Y

S84

€81

281

LLL

©
~
©n

.S

0LL
691

LSS

T84
ovd
€70
6€b

TEL

8Tl
TTA

94

71

S0TL

T0TH

LBTN

S6TI
761X
€6TL

T6TL

6811
88TS

S81d

T8TA

6L1S
8L11

SLTT

€L1IS
TLIS
TLID

69TA

L91d

9G1S

TGTL

6%1d

Ly1d

eVIN

8ETT

YETD

TETL
0ETS
6CTY

912D

€1ed
(4545

6023

e Molecule 3

Chain P

L0TA

Fab 2G1 heavy chain

Qg o ©0
© [ e o) )
= O < m -

78S

L

veal

N
Q
=

© mm w0 mm
[
[ I

891

~
©
1>

190

84
€SI

08D

LYM

9EM

0
o
IH

€EA
[43:1

82l

§zs

{4

L

L18
918

v1d

o
a
IM

TTA

oo
= 5]

¥9TH
€9TA

6GT1
85TV

9G1S
SGTIN
HSTM

L¥1d

©
A
—
1<

via
€V

LTTH

14224

+

201d
T01d

d00TM
Y001D

T8TA

8L11

SLTT
A%

LIS

69TA

e Molecule 3

L91d

Fab 2G1 heavy chain

O

R LDWIDE
PROTEIN DATA BANK

W



4HG4

1 1978 w64 €9TA
V281 | oo9tL g6y | ozemd
- 6STT T6D 1918 961
08H
- 64
s i
€L3

Full wwPDB X-ray Structure Validation Report

Page 14

Chain R

1es

¥er1

L1TH
9TTL
STIS

072y
602X
802a

-

€028

TogH

3

961D

S6TI

| weTA |
€611
2610

PAIAY

Fab 2G1 heavy cha

TLID
0411
69TA

9974
S9TL

€9TA

111

e Molecule 3
Chain T

98d

<<
-~ O ) b
0o © ©
HaE B B
o = Nm< WO o]
O W W LW LW LW W o
R
SH>n==zn A
[ X X X J
S o s )
© © © o
BB B <
w
0
=

€81
QLL 0281
SLL _ | | |ges
1 TLV VZ8L
0LL opTd I | z8l
691 SYTA 184
891 91a [4ect 891 1
(5251 | TTeA LLL
1 oTey 1
e 0%10 6023 0LL
190 | eetd 802a %90 | 69T
[ o9y ® 811 10ZA 1 891
654 ° | 90zd 190 290
1 ° 5021 1 994
951 | p0eN 951 | g9
-G €028 L 790
$Gd 20zd $8d
| [ Tozd —
L¥M 00ZH o
1 66TN LYM 09Y
%9 57N |
1 L6TN ° €51
6€b 9610 1
1 S6TI mm 6€d =i 8TA
9eM Za%! Y6TA = 1 = LvM
GEL | egid €6TL = 9EM = 1
| ved zeTd 267D [} GEL [} GEL
£EA 1 T6TL > | oved . 1
zeH 611d 0619 S g S zeH
1€l ——————— i} | e I~
| L €L o)
8zl 1878 = 1 =
: | 5
qzs PITY ° 128
| €118 e ¥8IA ﬂ2u mam méu |
220 ® €8Il 8TA
128 + | zsTA 1% 22 1% 218
1 18TA = z0Td = 1
m«m z0Td e 08TS 101Q $1d
101Q | 6L18 o 20074 o £
€T3 00074 8LTT o - g00TH o e
Coem g00TH 1 < ¥00TD < [ TTA
TTA ¥00TH £L18 = .- TTA 00TA = .. [yt
— 00TA TLIS SIS 66S o X
665 | < o 869 < o
91 869 69TA o .= . eS| o .=
1 168 89TV M < 961 M <
zA 961 1 -~ zA 360 -~
[ om - Y9TH e O Lo 6y o O

L%1d
ovTd
SYTA
¥via
EVIA

611d

LTTH

STTS

F

3

OTTL
60TA

S0Th

T01a

L0TA

S0TL
702N

00CH

LL1S

9974
S9TL

111

Fab 2G1 heavy chai

e Molecule 3

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4HG4

Page 15

Chain Z

790

(o) 4

LSS
9GL

AL

yesy

Sel

€EA
CEH
TeL

6cd
8¢l

128

LTS
918

¥1d
{121

ord

-

71

0STA

21299
vv1a

711

€2¢1d

L1
9TTL
G118

€TTS

OTTL

00074

00TX

F

961
S6D
764

00CH
LBTN

9610
G6TI

6.L1S

LLTS

SLTT

€L1S

0L11

L91d
9914

e Molecule 4

Chain K

79TH

111

Fab 2G1 light cha

IIIIIIIIIIIIIIIIII-

0La

0 o 3] n N~ o o
el © © © © © ©
IIII:> IIED II‘” IIIIm IIm °F

o))
SN

14

3

LY1

¥vd

{4721

L0
9€X

€0TY

001D

® © I~
o [N
= H B

164

1

g8L

3

6.0

9.8
SLI

11

Fab 2G1 light cha

e Molecule 4
Chain M

PLL

1.4

691

99D

n
©
7]

09s

fele’s

€SN
(4]

674

IIO0
s
=

91

9EA
SEM

€e1
CEX

9Ts

0Tl

90

w
Il-‘

€0
CI

6610
86TH

96TA

TBTA

68TH

1874
€8TY
2818
1811
6L11
SLTT
.18
€LTX
7911l
8STN
SSTh

TS1d

87N

(47458

8ETN

9€TT

TETO

CETA
TETS

i£41i]

61Td

L111

- N O~ 0D — o™
O Omno © © © bl oo
[ SRS R R o o N
- 0 X wn ~ [SS)

STTA
OTTA
LOTX
90TI
S0Td
7011

L6l

111

Fab 2G1 light cha

e Molecule 4
Chain O

90TI
S0Td
7011

101D

~
[
[=

961
S6d

€6N
zed

S8L

184

8.1
LLS
9.8
SLI

€L4

S98

€94
294

098

2SS
TSV

€9TA

091D

+

CSTN

0STA

8YTIM

9VTA

Ll

SETT

Ll

1218

SCTT

ecrd

0zZtd
611d

€17d
(434

L0TX

120

1128

60T4

L0231

[4uay
T021

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4HG4

Page 16

111

Fab 2G1 light cha

e Molecule 4

864

€6N

T64

680

S8L

184

6.Lb
8.1
LLS

+

TL4

69L
89D
198
99D

€94

€9TA

1914
0910

[44xt
Tv1d
0%TA

8ETN

® SETT 1021

EETA 6610
CETA

LBTL

STTA

TITY
60TL
80TH
1 $LIS
s0Td 1
1 69TY
00D

-

111

Fab 2G1 light cha

e Molecule 4
Chain S

S6d

el
@D
=

T64

680

984
S8l

+

8.1

1

YLL

TL4

S98

€94

oY
09s

2ss
T8y

61

L0

veN
€e1

Ten

92s

4]

121

6TA

<
-
©n

€Ty

< w0 ©
- B o

- o
aH

8LTL

9.L1S
SLT1

€LTA

T12H

6024
80Ts
L0231

¥02d

Fab 2G1 light cha

zoes

96TA

€61V

68TH

98TA

€8TX

08TL

111

e Molecule 4
Chain U

L8A

S8L

€81

1784

899

99D

® €9

09s

2SS

0sa

SEM

€e1

-
]
IMI

@
N
=]

[4an
121

6TA
814

1S
(453
PA

90
SL

€b

Ta

891S

¥o1L

9GTS
SSTH

CSIN
1S1d

SYTA

ev1d
(47454

6ETd

9€TT
SETT

821D

9¢TH
SCT1
j4411]

zeia

6T1d
8114

STIA
v118
€11d

TT1V

60TL
80TH

+

001D

©
D
29

el ~
@D o
= 1 2]

T64

680

T12d
0TZN

80TS

S0CTA

11

€028

96TA

(43193
T6TA
06T
68TH

Fab 2G1 light cha;

1814
98TA

08TL

9.L1S
SLT1

e Molecule 4

Chain W

€LTA

184

o
~
o

LLS

SLI

€L4

TL4

89D
198

€94

098

S8

(415}

0sa
674

¥vd
ged

gem
PEN
€e1
CER
Tex
oeyd
621

Pkdi]
92s

€20

7011

001D

864

S6d

e
o)
IZI

T64

o
1)
(=4

880

S8L
v8v

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4HG4

Page 17

e Molecule 4: Fab 2G1 light chain

Chain Y:

S0Td

00TH

0 ©
= I
a, 2%

€6N

=
2l
I>‘I

e Molecule 4: Fab 2G1 light chain

(j}lELiII 7. I

9.18

O

R LDWIDE
PROTEIN DATA BANK

W



Page 18 Full wwPDB X-ray Structure Validation Report 4HG4
4 Data and refinement statistics (i)
Property Value Source
Space group P 21 21 21 Depositor
Cell constants 126.84A 133.14A 812.99A .
Depositor
a, b, c,a, 3,y 90.00° 90.00° 90.00°
: 48.13 - 3.20 Depositor
Resolution (A) 50.01 — 3.16 EDS
% Data completeness 90.2 (48.13-3.20) Depositor
(in resolution range) 87.4 (50.01-3.16) EDS
Rinerge 0.13 Depositor
Reym (Not available) Depositor
<I/o(I)>" 6.22 (at 3.19A) Xtriage
Refinement program PHENIX (phenix.refine: 1.7.2_869) Depositor
R R 0.249 , 0.302 Depositor
P e 0.246 , 0.298 DCC
Rree test set 10328 reflections (5.28%) DCC
Wilson B-factor (A2) 55.3 Xtriage
Anisotropy 0.019 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.27 , 16.5 EDS
Estimated twinning fraction 0.012 for k,h,-1 Xtriage
L-test for twinning <|L|>=049, < L*>=10.32 Xtriage
Outliers 0 of 206252 reflections Xtriage
F,F. correlation 0.86 EDS
Total number of atoms 58742 wwPDB-VP
Average B, all atoms (A?) 73.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.94% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
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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:
BMA, NAG

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 | pyiar'i w7155 | RMSZ | #|2] >5

1 A 0.51 1/2591 (0.0%) 0.68 0/3517

1 B 0.49 0/2562 0.69 0/3478

1 C 0.53 0/2599 0.74 1/3528 (0.0%)

1 D 0.44 0/2599 0.64 1/3528 (0.0%)

1 E 0.48 1/2591 (0.0%) 0.65 0/3517

1 F 0.44 1/2599 (0.0%) 0.62 0/3528

1 G 0.42 1/2599 (0.0%) 0.63 0/3528

1 H 0.50 1/2608 (0.0%) 0.69 0/3540

1 | 0.45 1/2599 (0.0%) 0.65 0/3528

2 a 0.44 0/1415 0.63 0/1900

2 b 0.45 0/1369 0.64 0/1837

2 c 0.44 0/1424 0.60 0/1912

2 d 0.43 0/1424 0.58 0/1912

2 e 0.48 0/1424 0.62 0/1912

2 f 0.47 0/1424 0.62 0/1912

2 g 0.45 0/1424 0.62 0/1912

2 h 0.55 0/1381 0.65 0/1852

2 i 0.56 0/1424 0.67 0/1912

3 J 0.49 0/893 0.69 0/1213

3 L 0.60 0/1618 0.78 1/2209 (0.0%)

3 N 0.63 0/1689 0.83 1/2304 (0.0%)

3 P 0.42 0/1237 0.59 0/1682

3 R 0.45 0/1629 0.66 0/2224

3 T 0.39 0/1620 0.61 0/2212

3 \Y 0.44 0/905 0.60 0/1231

3 X 0.51 0/1261 0.70 0/1713

3 Z 0.42 0/1294 0.64 0/1760

4 K 0.43 0/843 0.72 1/1146 (0.1%)

4 M 0.57 0/1695 0.75 0/2302

4 O 0.67 0/1695 0.85 1/2302 (0.0%)

4 Q 0.44 0/1239 0.65 0/1682

4 S 0.45 0/1676 0.66 1/2277 (0.0%)

WORLDWIDE

PROTEIN DATA BANK
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. Bond lengths Bond angles

Mol | Chain | pyar' i w7155 | RMSZ | #|2] 5
4 U 0.40 0/1676 0.60 0/2277
4 W 0.45 0/835 0.62 0/1135
4 Y 0.51 0/870 0.75 1/1181 (0.1%)
4 z 0.40 0/930 0.62 1/1261 (0.1%)

All All 0.48 | 6/59661 (0.0%) | 0.67 | 9/80864 (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
1 A 0 1
1 G 0 1
2 b 0 2
2 f 0 1
2 1 0 2
3 J 0 2
3 L 0 2
3 N 0 3
3 R 0 1
3 X 0 1
3 Z 0 1
4 K 0 4
4 M 0 2
4 O 0 1
4 Q 0 2
4 S 0 1
4 U 0 1
4 W 0 1
4 Y 0 1
4 z 0 1

All All 0 31

All (6) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 64 CYS | CB-SG | -7.01 1.70 1.82
1 E 64 CYS | CB-SG | -5.99 1.72 1.81
1 G 64 | CYS | CB-SG | -5.53 1.72 1.81
1 F 64 | CYS | CB-SG | -5.51 1.72 1.81
1 I 64 CYS | CB-SG | -5.20 1.73 1.81

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

1 H 64 | CYS | CB-SG | -5.06 1.73 1.81
All (9) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
1 C 220 | ARG | NE-CZ-NH2 | 6.90 123.75 120.30
4 K 57 GLY N-CA-C -6.43 97.01 113.10
4 v/ 63 | ARG | NE-CZ-NH1 | -6.29 117.16 120.30
4 Y 63 | ARG | NE-CZ-NH1 | -5.84 117.38 120.30
3 L 102 | PRO N-CA-C -5.32 98.28 112.10
4 S 96 ILE | CG1-CB-CG2 | -5.22 99.92 111.40
3 N 182 | VAL CB-CA-C -5.20 101.52 111.40
1 D 220 | ARG | NE-CZ-NH1 | 5.07 122.84 120.30
4 O 50 ASP | CB-CG-OD2 | 5.03 122.82 118.30

There are no chirality outliers.
All (31) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 10 | GLY | Peptide
1 G 9 PRO | Peptide
3 J 30 ILE | Peptide
3 J 64 | GLN | Peptide
4 K 39 LYS | Peptide
4 K 52 SER | Peptide
4 K 57 | GLY | Peptide
4 K 90 | GLN | Peptide
3 L 101 | ASP | Peptide
3 L 203 | SER | Peptide
4 M 90 | GLN | Peptide
4 M 94 | LEU | Peptide
3 N 114 | ALA | Peptide
3 N 126 | PRO | Peptide
3 N 203 | SER | Peptide
4 O 94 | LEU | Peptide
4 Q 90 | GLN | Peptide
4 Q 94 | LEU | Peptide
3 R 148 | GLU | Peptide
4 S 94 | LEU | Peptide
4 U 94 | LEU | Peptide
4 W 94 | LEU | Peptide
3 X 148 | GLU | Peptide

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Res | Type | Group
4 Y 94 | LEU | Peptide
3 Z 148 | GLU | Peptide
2 b 61 | THR | Peptide
2 b 62 | GLN | Peptide
2 f 60 | ASN | Peptide
2 i 61 | THR | Peptide
2 i 62 | GLN | Peptide
4 zZ 94 | LEU | Peptide

5.2 Close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the

Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2531 0 2485 45 0
1 B 2503 0 2463 o6 0
1 C 2539 0 2497 57 0
1 D 2539 0 2499 48 0
1 E 2531 0 2487 26 0
1 F 2539 0 2496 48 0
1 G 2539 0 2499 57 0
1 H 2548 0 2502 63 0
1 I 2539 0 2499 56 0
2 a 1387 0 1293 0 0
2 b 1345 0 1254 0 0
2 c 1396 0 1299 0 0
2 d 1396 0 1299 0 0
2 e 1396 0 1299 0 0
2 t 1396 0 1299 0 0
2 g 1396 0 1299 0 0
2 h 1355 0 1263 0 0
2 1 1396 0 1299 0 0
3 J 871 0 832 34 0
3 L 1578 0 1539 42 0
3 N 1648 0 1610 39 0
3 P 1207 0 1157 41 0
3 R 1589 0 1549 54 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 T 1580 0 1540 52 0
3 \% 883 0 848 25 0
3 X 1232 0 1192 41 0
3 Z 1262 0 1217 38 0
4 K 826 0 804 23 0
4 M 1661 0 1616 39 0
4 O 1661 0 1615 36 0
4 Q 1217 0 1180 30 0
4 S 1642 0 1602 49 0
4 U 1642 0 1602 52 0
4 W 818 0 793 27 0
4 Y 853 0 837 23 0
4 zZ 915 0 884 0 0
5 A 28 0 25 0 0
5 B 28 0 25 0 0
5 D 28 0 25 0 0
5 E 28 0 25 0 0
5 F 28 0 25 0 0
b} H 84 0 75 0 0
5 I 28 0 25 0 0
6 A 14 0 13 0 0
6 C 14 0 13 0 0
6 E 14 0 13 0 0
6 F 14 0 13 0 0
7 C 39 0 34 0 0
7 G 39 0 34 0 0

All All 08742 0 56793 1046 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 11.

All (1046) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
3:N:171:GLN:HE21 3:N:177:SER:HB3 1.29 0.97
3:L:143:LYS:HA 3:L:177:SER:HB2 1.48 0.96
1:G:137:ARG:HG3 1:G:145:PRO:HG3 1.53 0.91
4:K:35: TRP:HB2 4:K:4K:ILE:HG23 1.53 0.88
4:0:90:GLN:NE2 4:0:91:TYR:O 2.07 0.86
3:P:7:SER:HB3 3:P:21:SER:H 1.41 0.84
3:N:171:GLN:NE2 3:N:177:SER:HB3 1.94 0.83
1:H:288:ILE:HD11 1:H:297:VAL:HG21 1.61 0.81
1:B:288:ILE:HD11 1:B:297:VAL:HG21 1.62 0.81

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:D:265:SER:OG 1:D:266:GLY:N 2.12 0.80
3:7:87:'THR:HG22 3:7:110: THR:HA 1.62 0.80
1:D:194:LEU:HD13 3:P:53:ILE:HD13 1.64 0.80
1:C:288:ILE:HD11 1:C:297:VAL:HG21 1.62 0.79
3:R:87:THR:HG23 3:R:110: THR:HA 1.64 0.79
3:P:87: THR:HG23 3:P:110: THR:HA 1.65 0.79
3:7:171:GLN:NE2 3:72:175:LEU:O 2.17 0.78
3:R:96:ILE:HG22 3:R:100(A):GLY:HA3 1.65 0.78
1:F:298:HIS:HE1 1:F:300:LEU:HD12 1.49 0.76
4:M:189:HIS:O 4:M:211:ARG:NH1 2.18 0.76
1:D:137:ARG:HG3 1:D:145:PRO:HG3 1.67 0.76
3:R:7:SER:HB3 3:R:21:SER:H 1.51 0.76
4:W:1:ASP:HA 4:W:95:PRO:HG3 1.68 0.76
1:F:174:GLU:OE2 1:F:263:ARG:NH2 2.19 0.76
4:M:164:THR:HG22 4:M:174:SER:H 1.51 0.75
3:T:124:LEU:HD22 4:U:118:PHE:HB3 1.69 0.75
4:M:90:GLN:NE2 4:M:91:TYR:O 2.20 0.75
4:U:201:LEU:HD13 4:U:205:VAL:HG23 1.68 0.75
3:7:12:LYS:NZ 3:7Z:17:SER:O 2.19 0.75
1:D:37:THR:O 1:D:38:HIS:ND1 2.20 0.75
3:X:166:PHE:HD1 3:X:167:PRO:HD2 1.52 0.75
1:1:268: MET:HG2 1:1:270: THR:HG22 1.68 0.75
3:N:210:ARG:NH1 3:N:212:GLU:OE2 2.20 0.74
1:A:295:HIS:HD2 1:A:297:VAL:H 1.34 0.74
4:U:3:GLN:N 4:U:26:SER:OG 2.21 0.74
1:A:66:ILE:HD12 1:A:112:LEU:HD12 1.70 0.73
1:1:265:SER:OG 1:1:266:GLY:N 2.20 0.73
3:X:87:THR:HG22 3:X:110:THR:HA 1.69 0.73
3:R:193:THR:OG1 3:R:210:ARG:NH1 2.20 0.73
3:V:36:TRP:CZ3 3:V:92:CYS:HB2 2.24 0.72
1:E:265:SER:OG 1:E:266:GLY:N 2.20 0.72
1:B:48:ASN:HD21 1:B:287:ALA:HB3 1.53 0.72
1:D:76:CYS:HB3 1:D:79:LEU:HD12 1.71 0.72
3:T:154: TRP:HD1 3:T:159:LEU:HD23 1.53 0.72
3:7:166:PHE:HD1 3:7:167:PRO:HD2 1.52 0.72
1:H:137:ARG:HG3 1:H:145:PRO:HG3 1.70 0.72
3:P:154: TRP:N 3:P:159:LEU:O 2.22 0.71
1:C:63:ASP:OD1 1:C:94:ARG:NH2 2.23 0.71
1:C:76:CYS:HB3 1:C:79:LEU:HD12 1.71 0.71
3:L:159:LEU:HD21 3:1L:182:VAL:HG11 1.72 0.71
4:S:150:VAL:HG12 4:S:155:GLN:HE22 1.56 0.71
1:H:172:SER:HB2 1:H:259:LYS:HD2 1.71 0.71

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:E:55:GLY:N 1:E:278:GLU:OE2 2.24 0.70
3:N:209:LYS:NZ 4:0:123:GLU:OE1 2.21 0.70
1:H:265:SER:OG 1:H:266:GLY:N 2.24 0.70
4:Y:6:GLN:O 4:Y:100:GLN:NE2 2.25 0.70
4:QQ:90:GLN:NE2 4:Q:91:TYR:O 2.24 0.70
1:H:43:LEU:HD23 1:H:45:LYS:HE3 1.74 0.70
1:1:295:HIS:CD2 1:1:297:VAL:HG23 2.27 0.70
1:1:56:ILE:HG22 1:1:293:PRO:HG3 27.81 0.70
1:1:295:HIS:HD2 1:1:297:VAL:HG23 1.57 0.69
1:G:221:PRO:HG3 1:1:244:ASN:HD22 1.56 0.69
1:D:63:ASP:N 1:D:63:ASP:0D2 2.25 0.69
3:X:96:ILE:HG22 3:X:100(A):GLY:HA3 1.73 0.69
1:I1:98:TYR:CD2 1:1:230:MET:HG3 2.28 0.69
1:C:265:SER:OG 1:C:266:GLY:N 2.25 0.69
4:S:189:HIS:O 4:S:211:ARG:NH1 2.25 0.69
3:X:171:GLN:NE2 3:X:175:LEU:O 2.25 0.69
3:T:154:TRP:CD1 3:T:159:LEU:HD23 2.27 0.69
3:V:22:CYS:HB2 3:V:36: TRP:CH2 2.27 0.69
1:H:131:THR:OG1 1:H:156:LYS:O 2.09 0.69
3:R:197:ASN:ND2 3:R:208:ASP:0D2 2.26 0.69
3:R:186:SER:HA 3:R:189:LEU:HB2 1.75 0.68
3:N:185:PRO:O 3:N:188:SER:0OG 2.11 0.68
4:K:93:ASN:OD1 4:K:94:LEU:N 2.26 0.68
4:S:170:ASP:N 4:5:170:ASP:OD1 2.25 0.68
3:R:66:ARG:NH1 3:R:82(A):THR:O 2.25 0.68
1:F:288:.1LE:HD11 1:F:297:VAL:HG21 1.74 0.68
1:C:209:LEU:HD12 1:C:210:ASN:H 1.58 0.68
4:0:189:HIS:O 4:0:211:ARG:NH1 2.25 0.68
4:QQ:6:GLN:O 4:QQ:100:GLN:NE2 2.26 0.68
4:U:33:LEU:HD22 4:U:71:PHE:CD2 2.29 0.68
3:L:4:LEU:HD22 3:L:102:PRO:HG2 1.73 0.68
1:E:158:GLY:H 3:R:97:SER:HB2 1.58 0.68
3:P:96:ILE:HG22 3:P:100(A):GLY:HA3 1.75 0.68
1:C:37:THR:O 1:C:38:HIS:ND1 2.25 0.68
3:7:94:ARG:HB3 3:7:102:PRO:HD2 1.75 0.67
3:J:97:SER:O 3:J:99:SER:N 2.27 0.67
4:S:6:GLN:O 4:S:100:GLN:NE2 2.25 0.67
4:K:15:VAL:HG13 4:K:78:LEU:HB3 1.77 0.67
1:H:133:THR:O 1:H:133: THR:OG1 2.11 0.67
1:A:288:ILE:HD11 1:A:297:-VAL:HG21 1.76 0.67
3:R:97:SER:HG 3:R:99:SER:H 1.41 0.67
3:V:97:SER:OG 3:V:98:GLY:N 2.27 0.67
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Atom-1 Atom-2 Distance(A) | Clash(A)
3:T:66:ARG:NH1 3:T:82(A):THR:O 2.28 0.67
1:D:157:LYS:NZ 4:Q:92:ASP:HA 2.10 0.66
1:D:98:TYR:CD2 1:D:230:MET:HG3 2.31 0.66
1:G:221:PRO:HG3 1:1:244:ASN:ND2 2.11 0.66
4:U:108:ARG:HH11 4:U:111:ALA:HB2 1.60 0.66
1:B:81(A):VAL:O 1:B:116(A):HIS:NE2 2.25 0.66
1:E:206: THR:OG1 1:E:207:SER:N 2.28 0.66
3:T:7:SER:HB3 3:T:21:SER:H 1.59 0.66
3:R:195:ILE:HG22 3:R:210:ARG:HB3 1.78 0.66
1:F:148:PHE:HB2 1:F:151:MET:HB2 1.76 0.66
3:V:87:THR:HG23 3:V:110: THR:HA 1.76 0.66
4:M:132:VAL:HG13 4:M:179:LEU:HB3 1.76 0.65
4:S:91:TYR:O 4:5:93:ASN:N 2.29 0.65
3:N:128:SER:HA 3:N:214:LYS:HD3 1.77 0.65
1:E:193:THR:HG21 3:R:31:THR:HA 1.77 0.65
1:H:37:THR:O 1:H:38:HIS:ND1 2.29 0.65
3:V:7:SER:HB3 3:V:21:SER:H 1.60 0.65
4:0:50:ASP:OD1 4:0:91:TYR:OH 2.11 0.65
1:1:136:SER:OG 1:1:137:ARG:N 2.30 0.65
1:H:170:ASN:OD1 1:H:172:SER:OG 2.12 0.65
4:S:166:GLN:HB2 4:S:173:TYR:CZ 2.31 0.65
1:E:194:LEU:HD13 3:R:53:ILE:HD13 1.79 0.65
3:X:101:ASP:0OD2 4:Y:55:LYS:NZ 2.21 0.65
4:U:183:LYS:HE3 4:U:187:GLU:HG3 1.79 0.65
3:J:37:-VAL:HG12 3:J:45:LEU:HD22 1.78 0.65
3:X:7:SER:HB3 3:X:21:SER:H 1.62 0.65
1:1:298:HIS:HE1 1:1:300:LEU:HD12 1.61 0.65
3:V:35:THR:0G1 3:V:47:TRP:NE1 2.30 0.64
1:E:288:ILE:HD11 1:E:297:VAL:HG21 1.77 0.64
3:L:210:ARG:NH1 3:L:212:GLU:OE2 2.31 0.64
1:A:201:TYR:OH 1:A:246:GLU:OE2 2.12 0.64
1:F:159:SER:HB3 3:T:100(B): TRP:HH2 1.62 0.64
4:Y:91:TYR:O 4:Y:93:ASN:N 2.29 0.64
1:H:158:GLY:HA2 3:X:96:ILE:HG23 1.79 0.64
3:T:96:ILE:HG22 3:T:100(A):GLY:HA3 1.80 0.64
1:C:63:ASP:0OD2 1:C:63:ASP:N 2.31 0.64
1:A:120:ILE:HG13 1:A:121:LEU:HG 1.77 0.64
1:D:158:GLY:H 3:P:97:SER:CB 2.09 0.64
1:H:55:GLY:N 1:H:278:GLU:OE2 2.24 0.64
3:J:54:PHE:HB3 3:J:56: THR:HG23 1.80 0.64
4:Q:89:GLN:HB2 4:Q:98:PHE:CD1 2.34 0.63
1:1:155: THR:HG21 3:7:54:PHE:HZ 1.64 0.63
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:158:GLY:O 1:G:160:ASP:N 2.25 0.63
4:S:124:GLN:HE22 4:S:131:SER:HB2 1.63 0.63
3:L:185:PRO:O 3:L:188:SER:OG 2.16 0.63
3:N:171:GLN:HG3 3:N:175:LEU:O 1.98 0.63
4:M:198:HIS:CG 4:M:199:GLN:H 2.16 0.63
4:K:44:PRO:O 4:K:45:ASN:ND2 2.28 0.63
1:D:273: THR:OG1 1:D:274:LEU:N 2.30 0.63
4:S:150:VAL:H 4:S:155:GLN:NE2 1.96 0.63
3:V:66:ARG:NH1 3:V:82(A):THR:O 2.32 0.62
4:S:175:LEU:HD23 4:S:176:SER:N 2.14 0.62
1:G:28R8:ILE:HD11 1:G:297:VAL:HG21 1.80 0.62
1:1:137:ARG:HG3 1:1:145:PRO:HG3 1.80 0.62
1:E:88:-MET:-HE3 1:E:270: THR:HG21 1.81 0.62
3:T:143:LYS:NZ 3:T:144:ASP:OD1 2.32 0.62
1:I:13:ILE:HD13 1:1:152:VAL:HG11 95.08 0.62
1:B:295:HIS:CE1 1:B:308:TYR:HB2 2.33 0.62
1:F:295:HIS:CD2 1:F:297:-VAL:HG23 2.34 0.62
3:V:100(B):TRP:HB3 4:W:34:ASN:ND2 2.15 0.62
1:E:180: TRP:CE2 1:E:204:VAL:HG21 2.34 0.62
1:C:221:PRO:O 1:C:229:ARG:NH1 2.33 0.62
3:T:156:SER:HB2 3:T:195:ILE:HD11 1.81 0.62
1:H:186:ASN:OD1 1:H:219:THR:HA 2.00 0.62
3:R:163:VAL:HG12 3:R:182:VAL:HG13 1.82 0.62
1:B:193: THR:HG21 3:L:31:THR:HG22 1.80 0.61
4:K:13:ALA:HB2 4:K:104:LEU:HB2 1.82 0.61
4:Q:161:GLU:HB3 4:Q:175:LEU:HD21 1.82 0.61
4:W:50:ASP:0OD1 4:W:91:TYR:OH 2.14 0.61
1:F:48:ASN:HD21 1:F:287:ALA:HB3 1.65 0.61
1:C:206: THR:OG1 1:C:207:SER:N 2.31 0.61
1:A:25:LYS:HD2 1:A:33:ASN:O 2.00 0.61
1:E:137:ARG:HG3 1:E:145:PRO:HG3 1.82 0.61
4:0:166:GLN:HB2 4:0:173:TYR:CZ 2.35 0.61
1:I1:11:ASP:OD1 1:I1:11:ASP:N 2.31 0.61
1:C:180:TRP:CE2 1:C:204:VAL:HG21 2.35 0.61
3:N:96:ILE:HG22 3:N:100(A):GLY:HA3 1.82 0.61
1:A:26:VAL:HG21 1:A:317:ALA:HB2 1.82 0.61
1:C:298:HIS:HE1 1:C:300:LEU:HD12 1.65 0.61
1:F:159:SER:HB3 3:T:100(B): TRP:CH2 2.36 0.61
1:1:279: THR:HG21 1:1:287:ALA:HB1 1.83 0.61
1:C:183:HIS:O 1:C:185:PRO:HD3 2.00 0.61
1:D:158:GLY:H 3:P:97:SER:HB3 1.65 0.61
3:J:97:SER:O 3:J:97:SER:OG 2.14 0.61
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Atom-1 Atom-2 Distance(A) | Clash(A)
3:L:50:GLY:HA3 3:L:100: TYR:CE1 2.36 0.61
1:B:37:.THR:HG23 1:B:320:LEU:O 2.01 0.61
3:7:93:ALA:HB1 3:7:100(C):PHE:HB3 1.83 0.61
1:G:56:ILE:HG22 1:G:293:PRO:HG3 27.87 0.61
3:V:54:PHE:HB3 3:V:56:THR:HG23 1.83 0.60
4:M:66:GLY:HA3 4:M:71:PHE:HA 1.83 0.60
3:7:61:GLN:O 3:7:63:PHE:N 2.33 0.60
3:J:101:ASP:N 3:J:101:ASP:OD1 2.33 0.60
3:L:163:VAL:HG12 3:L:182:VAL:HG13 1.81 0.60
1:C:100:GLY:HA3 1:C:230:MET:O 2.01 0.60
3:T:163:VAL:O 3:T:164:HIS:ND1 2.33 0.60
1:A:295:HIS:ND1 1:A:306:PRO:HG2 2.16 0.60
4:Y:89:GLN:HG2 4:Y:90:GLN:N 2.17 0.60
1:H:53:LYS:HB2 1:H:278:GLU:HG2 1.83 0.60
4:S:146:VAL:HG22 4:S:196:VAL:HG22 1.84 0.60
1:F:44:GLU:OE2 1:F:46: THR:OG1 2.18 0.60
3:N:96:ILE:H 3:N:100(A):GLY:H 1.50 0.60
1:H:282:GLN:NE2 1:H:286:GLY:O 2.35 0.60
1:B:265:SER:OG 1:B:266:GLY:N 2.29 0.60
1:1:114:SER:OG 1:1:114:SER:O 2.13 0.59
1:G:37:THR:HG23 1:G:320:LEU:O 2.02 0.59
1:H:158:GLY:H 3:X:97:SER:CB 2.16 0.59
4:S:119:PRO:HB3 4:S:209:PHE:CE2 2.37 0.59
1:C:180: TRP:NE1 1:C:204:VAL:HG21 2.17 0.59
3:N:143:LYS:HA 3:N:177:SER:HB2 1.84 0.59
1:G:174:GLU:OE2 1:G:263:ARG:NH2 2.36 0.59
3:R:97:SER:OG 3:R:98:GLY:N 2.31 0.59
4:M:22: THR:HG23 4:M:72: THR:HG23 1.83 0.59
4:M:32:TYR:HD2 4:M:92:ASP:HB2 1.68 0.59
3:J:39:GLN:NE2 3:J:44:GLY:O 2.36 0.59
3:T:152:VAL:HG22 3:T:198:VAL:HG12 1.85 0.59
1:G:89:GLU:OE1 1:G:269:LYS:NZ 2.36 0.59
4:S:1:ASP:HA 4:5:95:PRO:HG3 1.85 0.59
1:E:208: THR:OG1 1:E:208: THR:O 2.21 0.58
4:Q:20: THR:HG22 4:Q:74:" THR:HG23 1.85 0.58
3:N:170:LEU:O 4:0:160:GLN:NE2 2.32 0.58
1:H:183:HIS:ND1 1:H:195:TYR:OH 2.36 0.58
1:H:158:GLY:H 3:X:97:SER:HB2 1.68 0.58
3:X:60:ALA:O 3:X:62:LYS:N 2.36 0.58
4:0:164: THR:HG22 4:0:174:SER:H 1.69 0.58
3:P:161:SER:OG 4:Q:169:LYS:NZ 2.27 0.58
1:E:134:GLY:HA2 3:R:54:PHE:CE1 2.38 0.58
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3:L:192:GLN:OE1 3:L:193: THR:N 2.36 0.58
3:X:61:GLN:O 3:X:63:PHE:N 2.36 0.58
1:B:186:ASN:OD1 1:B:219:THR:HA 2.03 0.58
1:F:265:SER:OG 1:F:266:GLY:N 2.35 0.58
1:E:108:LEU:HB2 1:E:234: TRP:CE2 2.39 0.58
1:A:198:VAL:HG12 1:A:199:GLY:H 1.68 0.58
1:H:295:HIS:CD2 1:H:297:VAL:HG23 2.39 0.58
3:X:171:GLN:HE22 3:X:177:SER:HB2 1.67 0.58
4:Y:35: TRP:HB2 4:Y:48:1LE:HB 1.86 0.58
1:G:265:SER:OG 1:G:266:GLY:N 2.35 0.58
1:D:206: THR:HG23 1:D:209:LEU:HB3 1.86 0.57
3:N:96:ILE:CG2 3:N:100(A):GLY:HA3 2.34 0.57
1:F:193: THR:HG21 3:T:31:THR:HG22 1.85 0.57
1:F:55:GLY:N 1:F:278:GLU:OE2 2.34 0.57
4:W:6:GLN:O 4:W:100:GLN:NE2 2.37 0.57
3:P:22:CYS:HB2 3:P:36: TRP:CH2 2.40 0.57
3:J:31:THR:0OG1 3:J:32:HIS:N 2.37 0.57
1:B:204:VAL:HG22 1:B:245:PHE:HD1 1.67 0.57
1:E:158:GLY:H 3:R:97:SER:CB 2.17 0.57
1:1:97:CYS:HG 1:1:139:CYS:HG 1.53 0.57
4:W:93:ASN:OD1 4:W:95:PRO:HD3 2.04 0.57
1:C:185:PRO:HG2 1:C:191:GLN:OE1 2.04 0.57
3:N:75:THR:HB 3:N:77:THR:HB 1.87 0.57
1:1:37:THR:O 1:1:38:HIS:ND1 2.36 0.57
3:P:154: TRP:CD1 3:P:155:ASN:N 2.73 0.57
4:0:132:VAL:HG13 4:0:179:LEU:HB3 1.86 0.57
1:B:251:LEU:HD21 1:B:253:ALA:HB2 1.87 0.57
1:H:88:-MET:-HE3 1:H:270: THR:HG21 1.86 0.57
4:U:172: THR:0G1 4:U:173:TYR:N 2.38 0.57
1:A:157:LYS:NZ 4:K:92:ASP:HA 2.19 0.57
3:X:66:ARG:NH2 3:X:86:ASP:0OD2 2.38 0.57
4:M:158:ASN:N 4:M:158:ASN:OD1 2.30 0.57
3:L:50:GLY:HA3 3:L:100: TYR:HE1 1.70 0.57
4:M:6:GLN:NE2 4:M:86:TYR:O 2.33 0.57
4:S:128:GLY:HA2 4:S:183:LYS:HD3 1.87 0.57
1:F:136:SER:OG 1:F:137:ARG:N 2.37 0.57
1:E:158:GLY:HA2 3:R:96:ILE:HG23 1.87 0.57
3:R:97:SER:OG 3:R:99:SER:N 2.25 0.57
1:C:209:LEU:HD12 1:C:210:ASN:N 2.18 0.57
3:X:12:LYS:NZ 3:X:17:SER:O 2.37 0.56
3:V:70:THR:O0G1 3:V:71:ALA:N 2.37 0.56
3:L:101:ASP:0OD2 4:M:55:LYS:NZ 2.37 0.56
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4:S:150:VAL:HG12 4:S:155:GLN:NE2 2.20 0.56
1:G:163:VAL:HG22 1:G:248: THR:HG22 1.86 0.56

3:P:116: THR:HA 3:P:146:PHE:HD2 1.70 0.56
1:B:191:GLN:HG2 1:B:198:VAL:HG13 1.86 0.56
3:L:193: THR:OG1 3:L:193: THR:O 2.19 0.56
1:F:65:SER:OG 1:F:66:ILE:N 2.38 0.56
4:U:7:SER:HG 4:U:22: THR:HG1 1.52 0.56
1:D:279: THR:OG1 1:D:280:LYS:N 2.39 0.56
4:W:91:TYR:O 4:W:93:ASN:N 2.38 0.56
3:X:169:VAL:HG23 3:X:177:SER:HB3 1.86 0.56
1:G:134:GLY:HA2 3:V:54:PHE:CE1 2.41 0.56
1:H:279: THR:HG21 1:H:287:ALA:HB1 1.87 0.56
1:H:216:GLU:O 1:H:220:ARG:NH2 2.39 0.56
4:Q:105:GLU:HB2 4:Q:166:GLN:NE2 2.20 0.56
3:N:204:ASN:O 3:N:204:ASN:ND2 2.39 0.56
1:C:189: THR:O 1:C:193: THR:HG23 2.06 0.56
3:L:153:SER:OG 3:L:197:ASN:OD1 2.23 0.56
1:G:222:LYS:HA 1:G:226:LEU:O 2.05 0.56
3:J:34:PHE:CD2 3:J:78:ALA:HB2 2.41 0.56
1:D:202:VAL:HG13 1:D:251:LEU:HD13 1.87 0.56
3:P:164:HIS:HB2 3:P:181:VAL:HG22 1.87 0.56
1:F:158:GLY:HA2 3:T:96:1LE:HG23 1.88 0.55
3:P:36: TRP:CZ3 3:P:92:CYS:HB2 2.42 0.55
1:1:174:GLU:OE2 1:1:263:ARG:NH2 2.39 0.55
1:H:43:LEU:N 1:H:292:LEU:HD13 2.21 0.55
4:Q:34:ASN:HB2 4:Q:89:GLN:OE1 2.06 0.55
1:C:156:LYS:HE2 1:C:193: THR:O 2.06 0.55
3:7:33:VAL:HB 3:7:95:GLY:O 2.06 0.55
1:A:197:ASN:OD1 1:A:197:ASN:N 2.39 0.55
4:0:91:TYR:O 4:0:92:ASP:HB3 2.05 0.55
3:T:181:VAL:HG11 4:U:135:LEU:HD22 1.86 0.55
4:S:188:LYS:H 4:S:211:ARG:HH12 1.53 0.55
1:H:72:GLY:O 1:H:149:ARG:HG2 2.06 0.55
1:A:265:SER:OG 1:A:266:GLY:N 2.40 0.55
1:F:191:GLN:HG2 1:F:198:VAL:HG12 1.88 0.55
1:D:180: TRP:CE2 1:D:204:VAL:HG21 2.41 0.55
3:J:83:THR:0G1 3:J:84:SER:N 2.34 0.55
1:G:179:ILE:O 1:G:254:PRO:HB3 2.06 0.55
3:L:188:SER:HA 3:L:191:THR:HG23 1.88 0.55
1:D:58:PRO:HB3 1:D:86:TYR:CE2 2.42 0.55
1:A:220:ARG:HD2 1:A:227:GLY:O 2.07 0.55
4:K:39:LYS:HB2 4:K:40:PRO:HD3 1.87 0.55
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3:7:87:THR:HG23 3:7:111:VAL:H 1.72 0.55
1:B:176:MET:SD 1:B:257:GLY:HA3 2.46 0.55
3:7:60:ALA:O 3:7:62:LYS:N 2.40 0.55
1:B:148:PHE:HB2 1:B:151:MET:HB2 1.89 0.55
4:Q:105:GLU:OE1 4:Q:166:GLN:NE2 2.40 0.55
1:1:191:GLN:HG2 1:1:198:VAL:HG12 1.89 0.55
1:E:184:HIS:CE1 1:E:215:PRO:HA 2.42 0.54
3:J:33:VAL:HG13 3:J:52:1ILE:HD13 1.88 0.54
1:B:55:GLY:N 1:B:278:GLU:OE2 2.37 0.54
4:S:186:TYR:O 4:S:188:LYS:N 2.40 0.54
4:0:163:VAL:HG22 4:0:175:LEU:HD12 1.89 0.54
3:R:93:ALA:HB1 3:R:100(C):PHE:HB3 1.89 0.54
3:T:168:ALA:HB2 3:T:178:LEU:HD12 1.89 0.54
1:G:191:GLN:HG2 1:G:198:VAL:HG12 1.89 0.54
1:G:131:THR:O 1:G:155: THR:HG23 2.07 0.54
1:B:58:PRO:HB3 1:B:86:TYR:CE2 2.43 0.54
1:A:183:HIS:ND1 1:A:195:TYR:OH 2.35 0.54
4:U:151:ASP:HA 4:U:191:VAL:HB 1.88 0.54
1:B:25:LYS:HD2 1:B:33:ASN:O 2.07 0.54
1:G:158:GLY:HA2 3:V:96:ILE:HG23 1.89 0.54
1:F:158:GLY:H 3:T:97:SER:CB 2.20 0.54
1:C:159:SER:HB3 | 3:N:100(B): TRP:CH2 2.42 0.54
4:U:6:GLN:O 4:U:100:GLN:NE2 2.41 0.54
1:1:148:PHE:HB2 1:1:151:MET:HB2 1.90 0.54
1:C:279: THR:0G1 1:C:280:LYS:N 2.41 0.54
1:C:278:GLU:OE1 1:C:279:THR:N 2.40 0.53
1:G:207:SER:OG 1:G:241:ASP:0OD2 2.25 0.53
3:R:32:HIS:ND1 3:R:94:ARG:NH1 2.57 0.53
1:H:157:LYS:NZ 4:Y:92:ASP:HA 2.24 0.53
3:L:173:SER:HB2 3:L:175:LEU:H 1.74 0.53
3:7:166:PHE:CD1 3:7:167:PRO:HD2 2.39 0.53
3:T:22:CYS:HB2 3:T:36:TRP:CH2 2.43 0.53
4:0:6:GLN:HE22 4:0:101:GLY:HA2 1.73 0.53
1:E:156:LYS:HE2 1:E:193: THR:O 2.09 0.53
1:G:298:HIS:HE1 1:G:300:LEU:HD12 1.74 0.53
3:V:94:ARG:HB3 3:V:102:PRO:HD2 1.89 0.53
1:F:20:ASN:OD1 1:F:22:SER:HB3 2.08 0.53
3:N:181:VAL:HG21 4:0:135:LEU:CD1 2.39 0.53
4:U:183:LYS:CE 4:U:187:GLU:HG3 2.39 0.53
4:W:61:ARG:O 4:W:75:ILE:HA 2.08 0.53
1:G:279:THR:OG1 1:G:280:LYS:N 2.40 0.53
1:G:119:LYS:HD3 1:G:122:PRO:HB3 1.89 0.53
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:284:PRO:HG2 1:G:298:HIS:CE1 2.44 0.53
1:C:20:ASN:N 1:C:322:ASN:OD1 2.32 0.53
3:T:97:SER:OG 3:T:98:GLY:N 2.41 0.53
1:H:279:THR:0G1 1:H:280:LYS:N 2.42 0.53
1:E:174:GLU:OE1 1:E:263:ARG:NH2 2.41 0.53
3:R:13:LYS:NZ 3:R:114:ALA:O 2.42 0.53
3:R:171:GLN:NE2 3:R:173:SER:OG 2.41 0.53
3:T:114:ALA:HB3 3:T:146:PHE:CE1 2.44 0.53
1:B:119:LYS:HA 1:B:256:TYR:HD1 1.74 0.53
1:B:194:LEU:HD13 3:L:53:ILE:HD13 1.90 0.53
3:X:87:THR:CG2 3:X:111:VAL:H 2.22 0.52
1:D:206: THR:OG1 1:D:207:SER:N 2.40 0.52
3:L:96:1ILE:O 3:L:100(A):GLY:N 2.42 0.52
3:N:134:GLY:O 3:N:186:SER:0OG 2.25 0.52
1:H:295:HIS:HD2 1:H:297:VAL:H 1.56 0.52
1:B:295:HIS:HD2 1:B:297:VAL:H 1.56 0.52
1:H:98:TYR:CD2 1:H:230:MET:HG3 2.44 0.52
4:S:89:GLN:HB2 4:S:98:PHE:CD1 2.44 0.52
1:H:84:TRP:CZ3 1:H:116(A):HIS:HA 2.44 0.52
1:E:273: THR:OG1 1:E:274:LEU:N 2.42 0.52
3:J:103:TRP:HE1 4:K:36:TYR:HE1 1.56 0.52
1:F:176:MET:SD 1:F:257:GLY:HA3 2.49 0.52
1:1:295:HIS:HD2 1:1:297:VAL:H 1.57 0.52
1:D:194:LEU:HB3 1:D:195:TYR:CE2 2.45 0.52
1:F:72:GLY:O 1:F:149:ARG:HG2 2.10 0.52
4:M:198:HIS:CG 4:M:199:GLN:N 2.78 0.52
3:P:143:LYS:NZ 3:P:144:ASP:0OD2 2.35 0.52
1:H:180: TRP:CE2 1:H:204:VAL:HG21 2.45 0.52
1:G:214: THR:O 1:G:214:THR:OG1 2.26 0.52
1:E:194:LEU:CD1 3:R:53:ILE:HD13 2.39 0.52
4:S:13:ALA:O 4:S:106:ILE:HA 2.10 0.52
3:7Z:13:LYS:O 3:72:16:SER:OG 2.22 0.52
4:U:139:PHE:N 4:U:172: THR:HG1 2.08 0.52
1:A:191:GLN:HG2 1:A:198:VAL:HG13 1.91 0.52
3:P:94:ARG:HB3 3:P:102:PRO:HD2 1.92 0.52
1:D:21:ASN:N 1:D:21:ASN:OD1 2.36 0.52
1:1:284:PRO:HD3 1:1:300:LEU:O 2.09 0.51
3:X:35:THR:HG21 3:X:100(C):PHE:CE1 2.45 0.51
3:T:119:PRO:HB3 3:T:145: TYR:HB3 1.92 0.51
3:T:155:ASN:HB2 3:T:159:LEU:HB2 1.91 0.51
3:T:115:SER:O 3:T:117:LYS:N 2.43 0.51
1:1:133:THR:OG1 1:1:133:THR:O 2.27 0.51
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:120:ILE:O 1:G:121:LEU:HD23 2.10 0.51
1:I:131:THR:OG1 1:1:156:LYS:O 2.23 0.51
3:7:96:1LE:HG22 3:7:100(A):GLY:HA3 1.92 0.51
4:Y:89:GLN:HB2 4:Y:98:PHE:CD1 2.44 0.51
4:Y:23:CYS:HB2 4:Y:35:TRP:CH2 2.45 0.51
4:0:105:GLU:HG3 4:0:106:ILE:N 2.25 0.51
1:E:71:LEU:HD21 1:E:179:ILE:HG21 1.93 0.51
4:M:49:TYR:O 4:M:53:ASN:HB2 2.11 0.51
3:X:119:PRO:HB2 3:X:142:VAL:HG12 1.92 0.51
4:W:38:GLN:HG3 4:W:44:PRO:HG3 1.93 0.51
3:L:66:ARG:O 3:1:82(A):THR:HG23 2.11 0.51
4:U:108:ARG:NH2 4:U:170:ASP:O 2.44 0.51
3:J:34:PHE:HD?2 3:J:78:ALA:HB2 1.75 0.51
4:M:142:ARG:HB3 4:M:173:TYR:CD2 2.46 0.51
1:A:102:PHE:HZ 1:A:179:ILE:HD13 1.76 0.51
1:D:170:ASN:HB2 1:D:237:LEU:HD23 1.93 0.50
4:Q:175:LEU:HD23 4:Q:176:SER:N 2.26 0.50
3:L:35:THR:HG22 3:L:93:ALA:O 2.11 0.50
3:P:32:HIS:ND1 3:P:94:ARG:NH1 2.59 0.50
1:A:52:CYS:HB2 1:A:279: THR:HG22 1.93 0.50
4:M:115:VAL:HG21 4:M:196:VAL:HG21 1.92 0.50
1:1:172:SER:HB2 1:1:259:LYS:HD2 1.93 0.50
3:T:54:PHE:HB3 3:T:56:THR:HG23 1.94 0.50
4:S:33:LEU:HD22 4:S:71:PHE:CG 2.46 0.50
3:T:193: THR:HG22 3:T:210:ARG:HH21 1.76 0.50
3:X:6:GLU:OE2 3:X:105:GLN:N 2.43 0.50
1:G:72:GLY:O 1:G:149:ARG:HG2 2.11 0.50
3:X:96:ILE:O 3:X:100(A):GLY:N 2.45 0.50
1:D:158:GLY:O 1:D:160:ASP:N 2.39 0.50
3:J:30:ILE:HG22 3:J:31:THR:H 1.77 0.50
1:G:172:SER:HB2 1:G:259:LYS:HD2 1.94 0.50
4:Q:33:LEU:HD22 4:Q:71:PHE:CG 2.46 0.50
1:H:66:ILE:HB 1:H:105: TYR:OH 2.11 0.50
1:D:55:GLY:N 1:D:278:GLU:OE2 2.45 0.50
1:B:52:CYS:HB2 1:B:279: THR:HG22 1.93 0.50
1:1:158:GLY:H 3:7:97:SER:CB 2.25 0.50
1:E:212:ARG:NH2 1:F:217:ILE:O 2.45 0.50
3:P:154:TRP:HD1 3:P:155:ASN:H 1.57 0.50
4:Y:35:TRP:CZ3 4:Y:88:CYS:HB3 2.47 0.50
1:A:54:ASN:OD1 1:A:280:LYS:HG3 2.11 0.50
3:V:93:ALA:HB1 3:V:100(C):PHE:HB3 1.94 0.50
1:1:155: THR:HG21 3:7:54:PHE:CZ 2.44 0.49
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:C:156:LYS:HB2 1:C:160:ASP:O 2.12 0.49
1:B:58:PRO:HD2 1:B:274:LEU:HD22 1.94 0.49
3:T:138:LEU:HG 3:T:182:VAL:HG23 1.93 0.49
1:F:283:THR:OG1 1:F:286:GLY:N 2.42 0.49

1:G:197:ASN:N 1:G:197:ASN:OD1 2.45 0.49
4:Y:39:LYS:HE2 4:Y:81:GLU:O 2.11 0.49
1:H:164:ALA:O 1:H:246:GLU:HA 2.12 0.49
4:0:193:ALA:HB2 4:0:208:SER:HB2 1.95 0.49
3:7:171:GLN:HB3 3:7:173:SER:H 1.75 0.49
3:V:97:SER:OG 3:V:99:SER:N 2.36 0.49
3:N:201:LYS:O 3:N:204:ASN:N 2.45 0.49
1:C:159:SER:HB3 3:N:100(B): TRP:HH2 1.77 0.49
4:K:60:SER:O 4:K:63:ARG:NH2 2.46 0.49
4:W:23:CYS:HB2 4:W:35:TRP:CH2 2.48 0.49
1:H:52:CYS:HB2 1:H:279: THR:HG22 1.93 0.49
3:T:32:HIS:ND1 3:T:94:ARG:NH1 2.60 0.49
1:A:14:CYS:0O 1:A:15:ILE:HD13 2.13 0.49
1:F:216:GLU:O 1:F:220:ARG:NH2 2.46 0.49
1:C:55:GLY:N 1:C:278:GLU:OE2 2.45 0.49
3:R:101:ASP:HB3 3:R:102:PRO:HD3 1.95 0.49
3:P:144:ASP:HB3 3:P:175:LEU:HD13 1.93 0.49
3:R:22:CYS:HB2 3:R:36: TRP:CH2 2.47 0.49
3:J:63:PHE:HB3 3:J:67:VAL:HG12 1.95 0.49
1:D:190:GLU:O 1:D:194:LEU:HB2 2.13 0.49
1:D:158:GLY:HA2 3:P:96:1ILE:HG23 1.95 0.49
3:P:100(B):TRP:HB3 4:Q:34:ASN:ND2 2.28 0.49
3:V:95:GLY:HA2 3:V:100(B):TRP:O 2.13 0.49
3:7:7:SER:HB3 3:7:21:SER:H 1.77 0.49
3:R:97:SER:HG 3:R:99:SER:N 2.06 0.49
1:1:279: THR:OG1 1:1:280:LYS:N 2.46 0.49
1:E:108:LEU:HB2 1:E:234: TRP:CZ2 2.48 0.49
3:J:32:HIS:CE1 3:J:94:ARG:HH12 2.31 0.49
3:R:47:TRP:CE3 4:S:96:1LE:HB 2.48 0.49
1:B:158:GLY:H 3:L:97:SER:CB 2.26 0.49
4:U:90:GLN:NE2 4:U:91:TYR:O 2.46 0.49
1:G:193:THR:HG21 3:V:31:THR:HA 1.94 0.49
3:R:124:LEU:HB3 4:S:118:PHE:CD1 2.48 0.49
1:F:172:SER:HB2 1:F:259:LYS:HD?2 1.94 0.49
1:B:174:GLU:N 1:B:239:MET:SD 2.86 0.49
4:U:31:LYS:HB3 4:U:31:LYS:HE2 1.63 0.49
1:E:279: THR:OG1 1:E:280:LYS:N 2.46 0.48
3:P:154:TRP:HD1 3:P:155:ASN:N 2.10 0.48
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:C:126:ARG:O 1:C:128: THR:HG23 2.14 0.48
1:I.177:LEU:HB3 1:1:258:PHE:HB2 1.95 0.48
1:E:148:PHE:HB2 1:E:151:MET:HB2 1.94 0.48
1:D:187:ASP:OD1 1:D:189:THR:0OG1 2.25 0.48
3:7Z:87:THR:CG2 3:7:111:VAL:H 2.26 0.48

4:W:32:TYR:CD1 4:W:91:TYR:CE1 3.01 0.48
1:F:279:THR:0G1 1:F:280:LYS:N 2.46 0.48
4:0:119:PRO:HB3 4:0:209:PHE:CE2 2.48 0.48
4:U:21:1ILE:HD12 4:U:73:PHE:HD2 1.77 0.48
1:C:175:GLN:HB3 1:C:236:LEU:HD23 1.96 0.48
1:C:251:LEU:HD12 1:C:252:1LE:N 2.28 0.48
1:D:194:LEU:HB3 1:D:195:TYR:CD2 2.47 0.48
1:F:88:MET:HE3 1:F:270: THR:HG21 1.94 0.48
4:Y:1:ASP:HA 4:Y:95:PRO:HG3 1.94 0.48
4:U:189:HIS:O 4:U:211:ARG:NH1 2.45 0.48
1:E:18:HIS:ND1 1:E:19:ALA:N 2.61 0.48
4:M:187:GLU:O 4:M:211:ARG:NH1 2.46 0.48
1:B:279:THR:HG21 1:B:287:ALA:HB1 1.93 0.48
1:A:155:THR:OG1 1:A:156:LYS:N 2.47 0.48
1:G:131:THR:OG1 1:G:156:LYS:O 2.26 0.48
1:F:193: THR:CG2 3:T:31:THR:HG22 2.44 0.48
3:T:200:HIS:NE2 3:T:202:PRO:HG2 2.27 0.48
4:W:78:LEU:HD23 4:W:79:GLN:N 2.28 0.48
4:K:19:VAL:HB 4:K:75:1LE:HG23 1.96 0.48
1:E:63:ASP:N 1:E:63:ASP:0D2 2.45 0.48
3:N:215:SER:O 3:N:215:SER:0OG 2.31 0.48
1:G:71:LEU:O 1:G:150:ASN:ND2 2.46 0.48
4:S:4:.LEU:HA 4:S:24:GLN:O 2.13 0.48
1:E:43:LEU:HB2 1:E:314:LEU:HB2 1.96 0.48
1:1:298:HIS:CG 1:1:299:PRO:HD2 2.49 0.48
4:U:91:TYR:O 4:U:93:ASN:N 2.47 0.48
1:B:118:VAL:O 1:B:120:1ILE:HG23 2.13 0.48
4:S:158:ASN:N 4:S:158:ASN:OD1 2.43 0.48
1:A:295:HIS:CD2 1:A:297:-VAL:HG23 2.49 0.48
3:R:100(B): TRP:HB3 4:5:34:ASN:ND2 2.29 0.48
4:0:62:PHE:CE1 4:0:75:1ILE:HG12 2.49 0.48
4:U:.78:LEU:HD23 4:U:79:GLN:O 2.13 0.48
3:T:151: THR:O 3:T:151: THR:OG1 2.32 0.48
1:F:71:LEU:O 1:F:150:ASN:ND2 2.47 0.48
3:X:166:PHE:CD1 3:X:167:PRO:HD2 2.41 0.48
1:E:182:VAL:HG12 1:E:202:VAL:HG11 1.96 0.48
1:1:163:VAL:HG22 1:1:248: THR:HG22 1.95 0.48
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:E:246:GLU:OE1 1:F:219:THR:HG23 2.14 0.48
1:H:220:ARG:HB2 1:H:227:GLY:O 2.13 0.47
1:G:279:THR:HG21 1:G:287:ALA:HB1 1.95 0.47
3:R:112:SER:HB3 3:R:146:PHE:CZ 2.49 0.47

1:A:55:GLY:N 1:A:278:GLU:OE2 2.44 0.47
3:T:39:GLN:HG3 3:T:44:GLY:O 2.14 0.47
1:C:169:ASN:O 1:C:171:THR:HG23 2.14 0.47
1:E:155:THR:HG21 3:R:54:PHE:HZ 1.79 0.47
3:T:101:ASP:HB3 3:T:102:PRO:HD3 1.96 0.47
3:X:87:THR:HG23 3:X:111:VAL:H 1.79 0.47
1:F:159:SER:H 3:T:96:1ILE:HD13 1.79 0.47
3:P:163:VAL:O 3:P:164:HIS:ND1 2.47 0.47
1:G:102:PHE:HZ 1:G:179:ILE:HD13 1.79 0.47
1:F:157:LYS:HE2 4:U:92:ASP:HA 1.96 0.47
3:N:51:PHE:HB2 3:N:69:ILE:HG21 1.97 0.47
4:QQ:89:GLN:HB2 4:Q:98:PHE:CE1 2.50 0.47
4:K:62:PHE:CE1 4:K:75:ILE:HD13 2.49 0.47
1:F:186:ASN:OD1 1:F:219:THR:HA 2.14 0.47
1:D:288:ILE:HD11 1:D:297:VAL:HG21 1.96 0.47
3:T:197:ASN:ND2 3:T:208:ASP:0OD2 2.40 0.47
1:C:298:HIS:CE1 1:C:300:LEU:HD12 2.49 0.47
1:F:279:. THR:HG21 1:F:287:ALA:HB1 1.96 0.47
1:C:299:PRO:0O 1:C:301: THR:HG23 2.14 0.47
3:N:129:LYS:HB2 3:N:129:LYS:HE2 1.67 0.47
3:J:61:GLN:C 3:J:63:PHE:H 2.17 0.47
4:K:37:GLN:HB2 4:K:47:LEU:HD11 1.96 0.47
3:J:10:GLU:HB2 3:J:12:LYS:NZ 2.30 0.47
3:X:32:HIS:ND1 3:X:94:ARG:NH1 2.62 0.47
4:M:6:GLN:HA 4:M:22:THR:O 2.15 0.47
1:F:53:LYS:HB2 1:F:278:GLU:HG2 1.97 0.47
4:W:33:LEU:HD22 4:W:71:PHE:CG 2.50 0.47
1:C:295:HIS:HE1 1:C:301: THR:HG21 1.79 0.47
1:C:66:ILE:HD12 1:C:112:LEU:CD1 2.44 0.47
1:1:183:HIS:HB2 1:1:252:1ILE:HD11 1.97 0.47
1:C:282:GLN:NE2 1:C:283: THR:O 2.41 0.47
1:C:214:THR:HA 1:C:215:PRO:HD3 1.67 0.47
1:H:185:PRO:HG2 1:H:191:GLN:OE1 2.15 0.47
1:D:44:GLU:HB2 1:D:292:LEU:HD12 1.97 0.47
1:G:157:LYS:NZ 4:W:92:ASP:HA 2.30 0.47
3:R:50:GLY:HA3 3:R:100: TYR:CE1 2.50 0.47
4:U:124:GLN:HG2 4:U:129:THR:O 2.14 0.47
1:B:157:LYS:HE2 4:M:92:ASP:HA 1.97 0.47

Continued on next page...




Page 37

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Atom-1 Atom-2 Distance(A) | Clash(A)
1:1:66:ILE:HD12 1:1:112:LEU:HD12 1.96 0.47
3:R:165:THR:HG23 3:R:180:SER:HB2 1.96 0.47
4:M:35:TRP:CE2 4:M:73:PHE:HB2 2.49 0.47
1:E:21:ASN:N 1:E:21:ASN:OD1 2.48 0.47
1:H:204:VAL:HG22 1:H:245:PHE:CD1 2.50 0.47
1:H:136:SER:OG 1:H:137:ARG:N 2.48 0.46
4:M:35: TRP:HB2 4:M:48:1LE:HB 1.97 0.46
3:J:5:VAL:HG13 3:J:23:LYS:HG2 1.95 0.46
3:N:30:ILE:HD12 3:N:53:ILE:HD12 1.96 0.46
3:X:87:THR:HG23 3:X:111:VAL:HG12 1.96 0.46
3:X:171:GLN:NE2 3:X:177:SER:HB2 2.30 0.46
3:N:100(B):TRP:CE3 4:0:49:TYR:HB2 2.49 0.46
1:G:129:GLN:HB3 1:G:162:PRO:HG3 1.96 0.46
1:H:114:SER:O 1:H:263:ARG:HG3 2.16 0.46
3:X:87:-THR:HG23 3:X:111:VAL:CG1 2.45 0.46
4:U:164: THR:HG22 4:U:174:SER:H 1.80 0.46
3:P:92:CYS:SG 3:P:93:ALA:N 2.89 0.46
3:J:33:VAL:HB 3:J:95:GLY:C 2.35 0.46
3:N:181:VAL:HG21 4:0:135:LEU:HD13 1.98 0.46
1:H:174:GLU:OE2 1:H:263:ARG:NH2 2.48 0.46
4:U:131:SER:HB3 4:U:180:THR:HG22 1.96 0.46
1:B:105:TYR:HE2 1:B:109:LYS:HZ2 1.64 0.46
3:T:160: THR:OG1 3:T:161:SER:N 2.46 0.46
1:F:76:CYS:HB3 1:F:79:LEU:HD12 1.96 0.46
3:X:18:VAL:HG12 3:X:82(C):LEU:HD11 1.98 0.46
3:L:139:GLY:HA2 3:L:154: TRP:CZ2 2.51 0.46
1:H:85:SER:OG 1:H:86: TYR:HD2 1.99 0.46
1:F:163:VAL:HG22 1:F:248: THR:HG22 1.96 0.46
1:G:183:HIS:HB2 1:G:252:ILE:HD11 1.97 0.46
3:R:197:ASN:N 3:R:197:ASN:OD1 2.49 0.46
1:1:26: VAL:HG21 1:1:317:ALA:HB2 1.98 0.46
4:0:146:VAL:HG11 4:0:177:SER:CB 2.46 0.46
1:1:169:ASN:O 1:I:171: THR:HG23 2.15 0.46
3:T:35: THR:HG21 3:T:100(C):PHE:CE1 2.51 0.46
1:H:156:LYS:HE2 1:H:193:THR:O 2.15 0.46
1:F:159:SER:OG 1:F:160:ASP:N 2.47 0.46
1:F:193: THR:HG21 3:T:31:THR:HA 1.98 0.46
1:C:194:LEU:HD11 3:N:53:ILE:HG12 1.96 0.46
4:U:61:ARG:O 4:U:75:1LE:HA 2.15 0.46
4:M:80:PRO:HA 4:M:106:ILE:HD11 1.98 0.46
1:D:42:1LE:HA 1:D:292:LEU:HD22 1.98 0.46
3:X:28:THR:O 3:X:31:THR:0G1 2.32 0.46
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:171: THR:HA 1:G:240: TRP:CZ3 2.50 0.46
1:E:58: PRO:HB3 1:E:86:TYR:CE2 2.51 0.46
4:Y:21:ILE:HD12 4:Y:73:PHE:HD2 1.81 0.46
1:C:273: THR:0OG1 1:C:274:LEU:N 2.47 0.46
4:W:11:LEU:HA 4:W:11:LEU:HD23 1.78 0.46
3:L:122:PHE:CG 4:M:124:GLN:HB2 2.51 0.46
4:S:89:GLN:HB2 4:S:98:PHE:CE1 2.51 0.46

4:U:115:VAL:HG22 4:U:136:LEU:HG 1.97 0.46
4:Q:112:ALA:HA 4:Q:113:PRO:HD2 1.83 0.46
1:E:61:LEU:O 1:E:78:ARG:NH2 2.48 0.46
1:B:160:ASP:HA 1:B:196:GLN:OE1 2.16 0.46
4:0:198:HIS:CG 4:0:199:GLN:N 2.84 0.46
1:F:120:ILE:HG22 1:F:168: TYR:CE1 2.51 0.46
4:Y:33:LEU:HD22 4:Y:71:PHE:CD2 2.51 0.46
3:J:35:THR:HG21 3:J:100(C):PHE:CD1 2.49 0.46
1:E:56:1LE:HA 1:E:57:PRO:HD3 1.77 0.46
4:U:23:CYS:HB2 4:U:35:TRP:CH2 2.51 0.46
3:R:7:SER:CB 3:R:21:SER:H 2.24 0.46
4:Y:2:ILE:HD12 4:Y:90:GLN:NE2 2.31 0.46
3:R:163:VAL:O 3:R:164:HIS:ND1 2.49 0.46
1:1:183:HIS:ND1 1:1:195:TYR:OH 2.38 0.46
4:S:31:LYS:HE2 4:S:51:ALA:HB3 1.98 0.46
3:X:200:HIS:HB3 3:X:205:THR:OG1 2.16 0.46
4:U:50:ASP:OD1 4:U:91:TYR:OH 2.29 0.45
1:C:127:TRP:CG 1:C:154:LEU:HD11 2.51 0.45
1:C:44:GLU:OE2 1:C:45:LYS:N 2.50 0.45
1:B:114:SER:OG 1:B:114:SER:O 2.35 0.45
3:R:155:ASN:HB2 3:R:159:LEU:H 1.81 0.45
4:Y:90:GLN:NE2 4:Y:91:TYR:O 2.49 0.45
1:1:48:ASN:HD21 1:1:287:ALA:HB3 1.80 0.45
4:U:113:PRO:O 4:U:115:VAL:HG23 2.16 0.45
1:1:120:1LE:O 1:1:121:LEU:HD23 2.15 0.45
1:G:105:TYR:O 1:G:109:LYS:HG3 2.16 0.45
3:T:127:SER:O 3:T:127:SER:OG 2.22 0.45
3:V:39:GLN:HE22 4:W:38:GLN:HE22 1.64 0.45
1:I:51:LEU:HA 1:1:282:GLN:HE22 1.81 0.45
4:Q:78:LEU:HD23 4:Q:79:GLN:N 2.30 0.45
3:X:67:VAL:HA 3:X:81:GLU:O 2.16 0.45
4:0:20: THR:HG22 4:0:74:- THR:HG23 1.99 0.45
1:G:116(A):HIS:HB3 1:G:262:LYS:H 1.81 0.45
1:A:70:LEU:HA 1:A:70:LEU:HD23 1.67 0.45
1:B:263(A):GLY:O 1:B:265:SER:N 2.50 0.45
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3:T:198:VAL:HG22 3:T:207:VAL:HB 1.97 0.45
1:H:58:PRO:HB3 1:H:86: TYR:CE2 2.52 0.45
1:H:313:LYS:O 1:H:314:LEU:HD23 2.15 0.45
1:1:186:ASN:OD1 1:1:219:THR:HA 2.15 0.45
1:F:52:CYS:HB2 1:F:279: THR:HG22 1.98 0.45
4:K:4:LEU:HG 4:K:23:CYS:SG 2.56 0.45
1:E:37:THR:O 1:E:38:HIS:ND1 2.49 0.45
1:E:298:HIS:CG 1:E:299:PRO:HD2 2.51 0.45
4:M:119:PRO:HB3 4:M:209:PHE:CE2 2.51 0.45
3:7:121:VAL:O 3:7:123:PRO:HD3 2.17 0.45
1:1:158:GLY:HA2 3:7:96:1LE:HG23 1.99 0.45
3:7:32:HIS:ND1 3:7:94:ARG:NH1 2.65 0.45
4:W:6:GLN:HE21 4:W:35:TRP:HZ3 1.65 0.45
4:W:35:TRP:CE2 4:W:73:PHE:HB2 2.52 0.45
3:X:93:ALA:HB1 3:X:100(C):PHE:HB3 1.97 0.45
1:A:313:LYS:O 1:A:314:LEU:HD23 2.17 0.45
4:Q:65:SER:OG 4:Q:66:GLY:N 2.50 0.45
1:B:295:HIS:CD2 1:B:297:VAL:HG23 2.50 0.45
1:B:295:HIS:HD2 1:B:297:VAL:HG23 1.82 0.45
1:B:277:CYS:HB2 1:B:278:GLU:H 1.56 0.45
1:1:159:SER:N 3:7:96:1LE:HD13 2.32 0.45
3:V:66:ARG:HH11 3:V:66:ARG:HB3 1.82 0.45
3:L:16:SER:OG 3:L:17:SER:N 2.50 0.45
1:D:155:THR:HG21 3:P:54:PHE:HZ 1.81 0.45
1:B:152:VAL:HG12 1:B:154:LEU:HD13 1.97 0.45
3:7:141:LEU:HA 3:72:179:SER:HA 1.98 0.45
3:L:20:VAL:HG22 3:L:80:MET:-HE3 1.99 0.45
4:M:150:VAL:HB 4:M:192:TYR:CD1 2.52 0.45
3:J:37:VAL:CG1 3:J:45:LEU:HD22 2.46 0.45
3:V:47:TRP:CE3 4:W:96:ILE:HB 2.51 0.45
1:B:121:LEU:HD21 1:B:167:SER:O 2.17 0.45
1:E:268:MET:HE1 1:E:282:GLN:HG3 1.98 0.45
1:1:43:LEU:HB2 1:1:314:LEU:HB2 1.99 0.45
4:M:189:HIS:HB2 4:M:192:TYR:OH 2.17 0.45
3:7:145:TYR:OH 3:7:148:GLU:HG3 2.17 0.45
3:V:16:SER:HB2 3:V:17:SER:H 1.60 0.45
1:B:298:HIS:HE1 1:B:300:LEU:HD12 1.82 0.45
3:V:96:ILE:HG22 3:V:100(A):GLY:HA3 1.98 0.45
1:H:47:HIS:HA 1:H:287:ALA:O 2.17 0.45
1:H:56:ILE:HA 1:H:57:PRO:HD3 1.71 0.45
1:D:204:VAL:HG13 1:D:245:PHE:CE1 2.52 0.45
4:S:2:ILE:HD12 4:S:90:GLN:NE2 2.31 0.45
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3:T:122:PHE:CD1 4:U:123:GLU:HG3 2.52 0.45
3:N:6:GLU:OE1 3:N:105:GLN:N 2.50 0.45
4:0:4:LEU:HD23 4:0:4:LEU:HA 1.80 0.45
4:K:35:TRP:HD1 4:K:48:ILE:HG12 1.83 0.44
4:S:91:TYR:HD1 4:S:92:ASP:H 1.64 0.44
4:Q:140:TYR:CE2 4:Q:141:PRO:HG3 2.52 0.44
4:U:186:TYR:HA 4:U:192:TYR:OH 2.17 0.44
1:A:21:ASN:N 1:A:21:ASN:OD1 2.43 0.44
4:S:187:GLU:HA 4:S:211:ARG:NH2 2.33 0.44
3:X:143:LYS:NZ 3:X:171:GLN:OE1 2.28 0.44
1:D:56:1LE:HA 1:D:57:PRO:HD3 1.82 0.44
3:T:152:VAL:HG11 3:T:180:SER:OG 2.17 0.44
3:J:94:ARG:HB3 3:J:102:PRO:HD2 1.99 0.44
3:N:201:LYS:O 3:N:203:SER:N 2.50 0.44
1:B:117:LYS:HD2 1:B:256: TYR:CD2 2.52 0.44
3:L:43:GLN:HB3 3:L:44:GLY:H 1.45 0.44
1:H:137:ARG:HE 1:H:137:ARG:HB2 1.38 0.44
4:S:166:GLN:HB2 4:S:173:TYR:CE1 2.51 0.44
3:P:160: THR:OG1 3:P:161:SER:N 2.51 0.44
1:A:37:THR:HG1 1:A:38:HIS:CE1 2.35 0.44
4:0:208:SER:OG 4:0:209:PHE:N 2.48 0.44
3:R:146:PHE:HA 3:R:147:PRO:HA 1.79 0.44
1:1:44:GLU:OE2 1:1:46: THR:OG1 2.35 0.44
3:J:92:CYS:SG 3:J:93:ALA:N 2.90 0.44
1:H:20:ASN:OD1 1:H:22:SER:HB3 2.18 0.44
1:D:70:LEU:HD23 1:D:70:LEU:HA 1.80 0.44
3:L:163:VAL:HG12 3:L:182:VAL:CG1 2.46 0.44
3:P:35: THR:HG22 3:P:93:ALA:O 2.18 0.44
1:F:90:LYS:HA 1:F:270:THR:O 2.17 0.44
1:C:295:HIS:CE1 1:C:301:THR:HG21 2.52 0.44
4:K:2:1ILE:HD11 4:K:90:GLN:NE2 2.32 0.44
4:U:12:SER:HB3 4:U:107:LYS:HG3 1.99 0.44
1:G:136:SER:OG 1:G:137:ARG:N 2.51 0.44
4:U:129: THR:HG22 4:U:182:SER:HA 2.00 0.44
1:E:270: THR:OG1 1:E:271:GLU:N 2.51 0.44
1:B:37:THR.:C 1:B:38:HIS:HD1 2.19 0.44
1:B:204:VAL:HG22 1:B:245:PHE:CD1 2.51 0.44
3:J:33:VAL:HB 3:J:95:GLY:O 2.18 0.44
1:F:42:ILE:HG13 1:F:314:LEU:O 2.17 0.44
3:P:67:VAL:HB 3:P:82:LEU:HD12 1.99 0.44
1:D:220:ARG:HB2 1:D:227:GLY:O 2.17 0.44
4:Y:50:ASP:O 4:Y:52:SER:N 2.46 0.44
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3:N:184:VAL:HG21 3:N:194:TYR:CZ 2.53 0.44
3:T:59:'TYR:HE1 3:T:69:ILE:HG13 1.83 0.44
4:0:47:-LEU:HA 4:0:47:-LEU:HD23 1.78 0.44
3:R:166:PHE:CE2 4:S:176:SER:HB2 2.53 0.44
3:L:30:ILE:HD12 3:L:53:ILE:HD12 1.99 0.44
1:1:58:PRO:HB2 1:I:59:LEU:H 1.58 0.44
4:S:31:LYS:HB3 4:S:31:LYS:HE2 1.64 0.44
3:L:47:TRP:CD2 4:M:96:1ILE:HB 2.53 0.44
3:X:147:PRO:HD2 3:X:202:PRO:CG 2.48 0.44
4:M:136:LEU:HB2 4:M:175:LEU:HB3 1.99 0.44
1:C:58:PRO:HD2 1:C:274:LEU:HD22 2.00 0.44
3:P:50:GLY:HA3 3:P:100: TYR:CE1 2.53 0.44
4:Y:19:VAL:HG23 4:Y:75:.1LE:HB 1.99 0.44
1:D:295:HIS:CD2 1:D:308: TYR:HA 2.52 0.44
3:J:13:LYS:O 3:J:16:SER:OG 2.31 0.44
4:Q:108:ARG:HB2 4:Q:108:ARG:HE 1.68 0.44
1:1:206: THR:HG22 1:1:243:1ILE:HG13 2.00 0.44
3:L:119:PRO:HA 3:L:144:ASP:0O 2.18 0.44
4:0:148:TRP:O 4:0:155:GLN:HB2 2.17 0.44
3:2:67:VAL:HA 3:7:81:GLU:O 2.18 0.44
3:L:204:ASN:O 3:L:204:ASN:ND2 2.51 0.44
4:0:142:ARG:HB3 4:0:173:TYR:CD2 2.53 0.43
3:R:35: THR:HG22 3:R:93:ALA:O 2.17 0.43
3:R:155:ASN:HB3 3:R:158:ALA:HB3 2.00 0.43
1:G:148:PHE:HB2 1:G:151:MET:HB2 2.00 0.43
4:M:20:THR:HG22 4:M:74: THR:HG23 1.98 0.43
4:W:4:LEU:HB2 4:W:98:PHE:O 2.18 0.43
1:H:236:LEU:HA 1:H:236:LEU:HD23 1.80 0.43
4:0:112:ALA:HA 4:0:113:PRO:HD3 1.81 0.43
1:D:298:HIS:HE1 1:D:300:LEU:HD12 1.83 0.43
1:H:298:HIS:HE1 1:H:300:LEU:HD12 1.82 0.43
3:7Z:171:GLN:HE22 3:72:177:SER:HB2 1.83 0.43
3:R:124:LEU:HD22 4:S:118:PHE:HB3 2.00 0.43
3:J:10:GLU:HB2 3:J:12:LYS:HZ3 1.83 0.43
1:C:268:MET:HE1 1:C:282:GLN:HG3 1.98 0.43
3:7:200:HIS:NE2 3:7:202:PRO:HG2 2.33 0.43
3:7:116: THR:HA 3:7:146:PHE:HB3 2.01 0.43
3:P:66:ARG:NH1 3:P:82(A):THR:O 2.52 0.43
3:T:13:LYS:NZ 3:T:113:SER:O 2.47 0.43
3:P:A7T:TRP:CD2 4:Q:96:ILE:HB 2.53 0.43
3:L:83:THR:OG1 3:L:84:SER:N 2.50 0.43
1:G:223:VAL:O 1:G:225:GLY:N 2.52 0.43
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1:B:214:THR:HA 1:B:215:PRO:HD3 1.90 0.43
1:C:26:VAL:HG21 1:C:317:ALA:HB2 1.99 0.43
4:K:61:ARG:HG2 4:K:61:ARG:H 1.59 0.43
4:U:29:ILE:HD11 4:U:71:PHE:HE2 1.83 0.43
4:U:111:ALA:HB3 4:U:139:PHE:HA 2.00 0.43

1:A:164:ALA:O 1:A:246:GLU:HA 2.18 0.43
3:X:17:SER:HA 3:X:82(A):THR:HA 2.00 0.43
4:S:39:LYS:HE2 4:S:81:GLU:O 2.18 0.43
1:H:163:VAL:HG22 1:H:248: THR:HG22 2.01 0.43
3:X:145:TYR:OH 3:X:150:VAL:HG21 2.19 0.43
1:E:77:ASP:0OD2 1:E:149:ARG:NH2 2.44 0.43
1:E:176:MET:SD 1:E:257:GLY:HA3 2.59 0.43
3:P:170:LEU:O 4:Q:160:GLN:NE2 2.51 0.43
3:J:38:ARG:HD3 3:J:90: TYR:CE2 2.54 0.43
3:X:87:THR:HA 3:X:109:VAL:O 2.19 0.43
4:U:182:SER:OG 4:U:183:LYS:N 2.52 0.43
1:H:183:HIS:O 1:H:185:PRO:HD3 2.18 0.43
1:G:206: THR:OG1 1:G:207:SER:N 2.50 0.43
1:G:279: THR:OG1 1:G:281:CYS:O 2.30 0.43
1:C:182:VAL:HG12 1:C:202:VAL:HG11 2.00 0.43
4:S:77:SER:O 4:S:77:SER:OG 2.35 0.43
1:C:297:VAL:HB 1:C:298:HIS:H 1.54 0.43
3:J:31:THR:O 3:J:32:HIS:HB2 2.19 0.43
1:A:169:ASN:O 1:A:171: THR:HG23 2.19 0.43
4:K:7:SER:HA 4:K:8:PRO:HA 1.78 0.43
1:G:177:LEU:HB3 1:G:258:PHE:HB2 2.00 0.43
4:M:90:GLN:H 4:M:90:GLN:HG3 1.49 0.43
1:1:137:ARG:HB2 1:1:137:ARG:HE 1.59 0.43
4:U:33:LEU:HD22 4:U:71:PHE:CG 2.53 0.43
1:D:157:LYS:HZ1 4:Q:92:ASP:HA 1.82 0.43
1:A:141:VAL:HG21 1:A:149:ARG:HH22 1.83 0.43
1:G:56:ILE:HA 1:G:57:PRO:HD3 1.79 0.43
3:N:75:THR:HB 3:N:77:-THR:CB 2.48 0.43
1:B:131:THR:HG21 3:L:98:GLY:HA3 2.01 0.43
1:D:148:PHE:HB2 1:D:151:MET:HB2 2.01 0.43
4:M:2:ILE:HD11 4:M:93:ASN:HB2 2.00 0.43
1:D:207:SER:OG 1:D:241:ASP:OD1 2.36 0.43
1:F:53:LYS:HD3 1:F:55:GLY:O 2.19 0.43
1:E:214: THR:HA 1:E:215:PRO:HD3 1.66 0.43
4:U:186:TYR:CE1 4:U:192:TYR:HE2 2.36 0.43
3:R:92:CYS:O 3:R:104:GLY:N 2.49 0.43
1:B:163:VAL:HG22 1:B:248: THR:HG22 2.00 0.43
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4:U:138:ASN:OD1 4:U:138:ASN:N 2.52 0.43
4:U:11:LEU:HA 4:U:11:LEU:HD23 1.88 0.43
3:X:47:TRP:CD2 4:Y:96:ILE:HB 2.54 0.43
3:X:11:VAL:HA 3:X:110: THR:O 2.19 0.43
4:M:198:HIS:HB3 4:M:201:LEU:HG 2.00 0.43
1:C:295:HIS:C 1:C:295:HIS:CD2 2.92 0.43
4:M:124:GLN:OE1 4:M:131:SER:HB2 2.19 0.43
3:N:126:PRO:HG2 3:N:213:PRO:HB3 2.01 0.43
3:P:16:SER:HB2 3:P:17:SER:H 1.59 0.43
1:E:126:ARG:HH22 1:E:166:GLY:HA2 1.83 0.43
3:R:201:LYS:HA 3:R:204:ASN:HA 2.01 0.43
3:L:87:-THR:HG23 3:L:110: THR:HA 2.01 0.43
1:B:66:ILE:HD12 1:B:112:LEU:HD12 2.00 0.43
3:2:47TRP:CD2 3:7:96:1LE:HB 14.41 0.42
3:J:96:ILE:HG12 3:J:97:SER:N 2.34 0.42
1:G:55:GLY:N 1:G:278:GLU:OE2 2.43 0.42
1:D:277:CYS:SG 1:D:278:GLU:N 2.92 0.42
3:L:139:GLY:HA2 3:L:154: TRP:CH2 2.54 0.42
1:F:161:TYR:CZ 1:F:249:GLY:HA2 2.54 0.42
4:K:54:VAL:HG11 4:K:58:VAL:HG23 2.01 0.42
3:7:49:GLY:HA3 3:7:69:1LE:HD11 2.01 0.42
1:E:277:CYS:SG 1:E:278:GLU:N 2.92 0.42
1:E:158:GLY:HA2 3:R:96:ILE:CG2 2.48 0.42
4:Q:91:TYR:O 4:QQ:93:ASN:N 2.51 0.42
4:K:91:TYR:O 4:K:93:ASN:N 2.52 0.42
1:E:194:LEU:HB3 1:E:195: TYR:CD2 2.54 0.42
3:T:146:PHE:HA 3:T:147:PRO:HA 1.71 0.42
4:S:96:1LE:HG23 4:S:96:1ILE:HD12 1.67 0.42
1:C:56:ILE:HG22 1:C:293:PRO:HG3 29.80 0.42
3:L:32:HIS:ND1 3:1:94:ARG:NH1 2.65 0.42
1:G:62:GLY:O 1:G:90:LYS:HG3 2.19 0.42
1:A:144:ASN:N 1:A:144:ASN:OD1 2.52 0.42
4:Q:6:GLN:HA 4:Q:22:THR:O 2.19 0.42
1:G:155:THR:HG21 3:V:54:PHE:HZ 1.85 0.42
4:W:21:1ILE:HD12 4:W:73:PHE:HD2 1.84 0.42
4:Q:113:PRO:O 4:Q:115:VAL:HG23 2.19 0.42
3:7:66:ARG:NH2 3:7:86:ASP:0D2 2.52 0.42
1:A:114:SER:O 1:A:263:ARG:HG3 2.19 0.42
1:D:43:LEU:HB2 1:D:314:LEU:HB2 2.02 0.42
3:N:39:GLN:C 3:N:88:ALA:HBI1 2.40 0.42
4:0:170:ASP:0OD1 4:0:172: THR:HG22 2.19 0.42
1:B:297:VAL:HB 1:B:298:HIS:H 1.75 0.42
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4:M:183:LYS:O 4:M:187:GLU:HG2 2.19 0.42
3:J:34:PHE:O 3:J:50:GLY:HA2 2.20 0.42
1:D:182:VAL:HG11 1:D:213:SER:HB2 2.01 0.42
1:D:39:ALA:HA 1:D:318:THR:HG23 2.01 0.42
3:L:46:GLU:OE2 3:L:62:LYS:HD3 2.19 0.42
3:N:205: THR:HG22 3:N:207:VAL:HG23 2.00 0.42
4:S:193:ALA:HA 4:S:208:SER:HB2 2.01 0.42
3:N:82:LEU:HD12 3:N:82:LEU:HA 1.83 0.42
1:B:159:SER:O 1:B:159:SER:OG 2.33 0.42
4:U:139:PHE:N 4:U:172: THR:OG1 2.52 0.42
3:R:36: TRP:CE2 3:R:80:MET:HB2 2.54 0.42
3:V:101:ASP:OD1 4:W:55:LYS:NZ 2.39 0.42
3:R:29:PHE:CD2 3:R:73:GLU:HG3 2.54 0.42
4:S:37:GLN:HB2 4:S5:86:TYR:CE1 2.54 0.42
1:E:84:TRP:CZ3 1:E:116(A):HIS:HA 2.54 0.42
3:L:72:ASP:0D2 3:L:75:THR:0OG1 2.38 0.42
1:G:115:VAL:HG13 1:G:260:ILE:HG23 2.02 0.42
3:7:13:LYS:HA 3:7:14:PRO:HD3 1.91 0.42
3:7:16:SER:HB2 3:72:17:SER:H 1.65 0.42
4:S:139:PHE:N 4:S:173:TYR:O 2.48 0.42
1:A:18:HIS:ND1 1:A:19:ALA:N 2.68 0.42
1:A:37:THR:HG23 1:A:320:LEU:O 2.19 0.42
1:H:316:LEU:HD22 1:H:316:LEU:HA 1.76 0.42
1:B:18:HIS:ND1 1:B:19:ALA:N 2.67 0.42
4:M:134:CYS:HB2 4:M:148:TRP:CZ2 2.54 0.42
1:H:139:CYS:HB2 1:H:146:SER:O 2.20 0.42
4:Y:58:VAL:HA 4:Y:59:PRO:HD3 1.80 0.42
4:Q:1:ASP:HA 4:Q:95:PRO:HG3 2.02 0.42
1:1:175:GLN:HB3 1:1:236:LEU:HD13 2.01 0.42
4:S:18:ARG:HE 4:S:18:ARG:HB2 1.55 0.42
1:E:226:LEU:HD13 1:E:226:LEU:HA 1.87 0.42
1:E:278:GLU:OE1 1:E:279: THR:N 2.52 0.42
4:U:6:GLN:HE22 4:U:87:TYR:HA 1.85 0.42
4:S:89:GLN:HG2 4:S:90:GLN:N 2.35 0.42
4:0:193:ALA:CB 4:0:208:SER:HB2 2.50 0.42
1:H:70:LEU:HD23 1:H:70:LEU:HA 1.90 0.42
3:P:144:ASP:HA 3:P:175:LEU:HB3 2.01 0.42
3:J:89:VAL:HG23 3:J:107:THR:H 1.84 0.42
3:N:46:GLU:OE2 3:N:62:LYS:HD3 2.19 0.42
4:W:49:TYR:CE1 4:W:53:ASN:HB2 2.55 0.42
1:C:108:LEU:HB2 1:C:234: TRP:CE2 2.55 0.42
1:H:116(C):GLU:O 1:H:118:VAL:HG23 2.20 0.42

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
4:U:139:PHE:CE2 4:U:174:SER:HA 2.55 0.42
4:U:66:GLY:HA3 4:U:71:PHE:CD1 2.55 0.42
4:S:105:GLU:HG3 4:S:166:GLN:HE22 1.84 0.42

1:E:72:GLY:O 1:E:149:ARG:HG2 2.20 0.42
3:P:13:LYS:NZ 3:P:114:ALA:O 2.51 0.42
3:N:39:GLN:O 3:N:88:ALA:HB1 2.19 0.42
1:C:84:TRP:CZ3 1:C:116(A):HIS:HA 2.55 0.42
4:U:89:GLN:HB2 4:U:98:PHE:CD1 2.55 0.42
3:2:29:PHE:CE2 3:Z:52(A):ALA:HB1 2.55 0.42
1:A:42:1TLE:HA 1:A:292:LEU:HD22 2.02 0.42
4:0:30:ARG:HG2 4:0:31:LYS:H 1.85 0.42
1:B:78:ARG:HG3 1:B:78:ARG:H 1.54 0.42
4:W:104:LEU:HD23 4:W:104:LEU:HA 1.84 0.42
1:B:171:THR:OG1 1:B:171:THR:O 2.29 0.42
1:H:90:LYS:HA 1:H:270:THR:O 2.19 0.41
3:R:124:LEU:HA 3:R:124:LEU:HD23 1.77 0.41
4:M:36:TYR:CE1 4:M:46:LEU:HD13 2.55 0.41
1:1:247:SER:OG 1:1:249:GLY:O 2.38 0.41
3:T:189:LEU:O 3:T:191: THR:N 2.53 0.41
1:G:316:LEU:HA 1:G:316:LEU:HD22 1.91 0.41
1:G:102:PHE:CZ 1:G:179:ILE:HD13 2.55 0.41
1:C:202:VAL:HA 1:C:247:SER:HB2 2.02 0.41
4:0:170:ASP:N 4:0:170:ASP:0OD1 2.49 0.41
1:E:116(B):PHE:HE1 | 1:E:260:ILE:HG12 1.85 0.41
1:1:18:HIS:HE1 1:1:20:ASN:HB3 1.85 0.41
4:S:120:PRO:HD3 4:S:132:VAL:HB 2.02 0.41
1:D:18:HIS:ND1 1:D:19:ALA:N 2.69 0.41
1:F:320:LEU:HD12 1:F:321:ARG:O 2.20 0.41
3:R:50:GLY:HA3 3:R:100: TYR:CZ 2.55 0.41
4:0:198:HIS:CG 4:0:199:GLN:H 2.38 0.41
1:E:56:1LE:HG22 1:E:293:PRO:HG3 29.71 0.41
4:S:81:GLU:HG2 4:S:81:GLU:H 1.71 0.41
1:D:293:PRO:HG2 1:D:294:PHE:CD2 2.55 0.41
1:G:88:MET:HE3 1:G:270: THR:HG21 2.02 0.41
1:B:184:HIS:HA 1:B:185:PRO:HD3 1.80 0.41
4:K:16:GLY:HA2 4:K:77:SER:HA 2.03 0.41
3:P:177:SER:O 3:P:177:SER:OG 2.35 0.41
1:1:53:LYS:HB2 1:1:278:GLU:HG2 2.02 0.41
4:U:136:LEU:HD21 4:U:196:VAL:HG13 2.02 0.41
1:1:313:LYS:O 1:1:314:LEU:HD23 2.20 0.41
1:E:251:LEU:HD12 1:E:252:1ILE:N 2.35 0.41
3:N:193: THR:OG1 3:N:193: THR:O 2.35 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:C:157:LYS:NZ 4:0:92:ASP:HA 2.36 0.41
1:A:121:LEU:HA 1:A:121:LEU:HD23 1.72 0.41

3:V:96:ILE:O 3:V:100(A):GLY:N 2.52 0.41
1:A:136:SER:OG 1:A:137:ARG:N 2.53 0.41
3:L:122:PHE:CD2 4:M:124:GLN:HB2 2.55 0.41
4:0:120:PRO:HG2 4:0:125:LEU:HD11 2.02 0.41

1:A:116(B):PHE:CD1 | 1:A:258:PHE:HB3 2.56 0.41
1:E:73:ASN:HA 1:E:74:PRO:HD3 1.89 0.41
1:A:43:LEU:HD11 1:A:296:ASN:HB3 2.01 0.41
4:U:.94:LEU:HD22 4:U:94:LEU:HA 1.87 0.41

3:P:96:ILE:O 3:P:100(A):GLY:N 2.54 0.41
3:7:54:PHE:HB3 3:7:56: THR:HG23 2.03 0.41

4:W:33:LEU:HD21 4:W:88:CYS:HB2 2.03 0.41

3:P:13:LYS:O 3:P:16:SER:OG 2.29 0.41
1:H:78:ARG:HG3 1:H:79:LEU:HG 2.03 0.41
1:G:295:HIS:NE2 1:G:308:TYR:HB2 2.35 0.41
3:R:39:GLN:HG3 3:R:44:GLY:O 2.20 0.41
4:S:11:LEU:HD23 4:S:11:LEU:HA 1.69 0.41
1:F:298:HIS:ND1 1:F:300:LEU:HB2 2.36 0.41
4:M:90:GLN:HB2 4:M:90:GLN:HE21 1.60 0.41
4:W:6:GLN:HG3 4:W:88:CYS:SG 2.60 0.41
3:R:6:GLU:OE1 3:R:104:GLY:HA3 2.20 0.41
4:U:94:LEU:HD22 4:U:96:ILE:HG12 2.03 0.41

4:K:6:GLN:O 4:K:100:GLN:NE2 2.54 0.41

1:G:176:MET:O 1:G:236:LEU:HD22 2.21 0.41

4:QQ:56: THR:O 4:Q:56: THR:0G1 2.35 0.41
1:H:147.:PHE:HE1 1:H:230:MET:HE3 1.86 0.41
3:R:54:PHE:HB3 3:R:56: THR:HG23 2.01 0.41
1:C:159:SER:OG 1:C:160:ASP:N 2.54 0.41
3:P:A7:TRP:CE3 4:Q:96:ILE:HB 2.56 0.41
4:0:35:TRP:CE2 4:0:73:PHE:HB2 2.55 0.41

1:E:23:THR:O 1:E:23:THR:OG1 2.31 0.41

4:0:91:TYR:O 4:0:93:ASN:N 2.51 0.41
3:7:35:THR:HG22 3:7:93:ALA:O 2.21 0.41

1:F:158:GLY:O 1:F:160:ASP:N 2.54 0.41
1:E:146:SER:HB3 1:E:147:PHE:H 1.74 0.41
4:Y:4:.LEU:HD22 4:Y:23:CYS:SG 2.61 0.41
1:H:106:GLU:H 1:H:106:GLU:CD 2.24 0.41
3:T:114:ALA:HB3 3:T:146:PHE:CZ 2.56 0.41
1:B:119:LYS:HA 1:B:256: TYR:CD1 2.53 0.41
3:P:101:ASP:HB3 3:P:102:PRO:HD3 2.03 0.41
1:A:102:PHE:CZ 1:A:179:ILE:HD13 2.55 0.41
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Page 47

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Atom-1 Atom-2 Distance(A) | Clash(A)
3:T:151:THR:OG1 3:T:199:ASN:HB2 2.20 0.41
3:T:93:ALA:HB1 3:T:100(C):PHE:HB3 2.02 0.41
4:Y:33:LEU:HD22 4:Y:71:PHE:CG 2.55 0.41
1:I:51:LEU:HA 1:1:282: GLN:NE2 2.36 0.41
1:C:293:PRO:HG2 1:C:294:PHE:CD2 2.55 0.41
3:T:47:TRP:CD2 4:U:96:1LE:HB 2.56 0.41
4:U:1:ASP:HA 4:U:95:PRO:HG3 2.02 0.41
1:F:179:ILE:O 1:F:254:PRO:HB3 2.21 0.41
3:X:165: THR:HG22 3:X:180:SER:OG 2.20 0.41
4:W:31:LYS:HE2 4:W:31:LYS:HB3 1.91 0.41
3:L:145:TYR:CE1 3:L:150:VAL:HG13 2.55 0.41
1:C:206: THR:H 1:C:209:LEU:HB3 1.86 0.41
3:X:13:LYS:HA 3:X:14:PRO:HD3 1.97 0.41
4:S:133:VAL:HG13 4:S:178: THR:HG23 2.03 0.41
3:P:83:THR:0G1 3:P:84:SER:N 2.53 0.41
3:L:112:SER:OG 3:L:113:SER:N 2.54 0.41
3:N:116:THR:O 3:N:116:THR:OG1 2.31 0.41
1:H:116:LYS:NZ 1:H:263(A):GLY:HA3 2.35 0.41
1:C:206: THR:HG23 1:C:209:LEU:HB3 2.04 0.40
4:K:39:LYS:H 4:K:39:LYS:HG2 1.65 0.40
1:D:297:VAL:HG23 1:D:297:VAL:H 1.62 0.40
1:1:20: ASN:HB2 1:1:21:ASN:H 1.67 0.40
1:D:49:GLY:HA2 1:D:285:LEU:O 2.21 0.40
3:R:51:PHE:HD1 3:R:57:SER:HB3 1.86 0.40
4:M:151:ASP:0D2 4:M:189:HIS:HB3 2.21 0.40
4:U:118:PHE:HA 4:U:119:PRO:HD3 1.95 0.40
1:A:18:HIS:HE1 1:A:20:ASN:HB3 1.87 0.40
1:G:222:LYS:HD3 1:G:225:GLY:O 2.21 0.40
3:T:87:THR:HG23 3:T:110:THR:HA 2.03 0.40
4:Q:58:VAL:HA 4:Q:59:PRO:HD3 1.89 0.40
1:G:186:ASN:OD1 1:G:219:THR:HA 2.21 0.40
3:T:196:CYS:O 3:T:209:LYS:N 2.48 0.40
3:R:125:ALA:HA 3:R:126:PRO:HD3 1.90 0.40
4:Y:18:ARG:HE 4:Y:18:ARG:HB2 1.69 0.40
1:1:90:LYS:HA 1:1:270: THR:O 2.21 0.40
1:B:144:ASN:HA 1:B:145:PRO:HD3 1.93 0.40
4:S:188:LYS:HB3 4:S:189:HIS:ND1 2.37 0.40
1:B:81(A):VAL:HA 1:B:82:PRO:HD2 1.95 0.40
3:7:62:LYS:HB3 3:7:62:LYS:HE3 1.94 0.40
1:G:270: THR:OG1 1:G:271:GLU:N 2.55 0.40
1:D:174:GLU:OE1 1:D:263:ARG:NH2 2.54 0.40
3:L:7:SER:HB3 3:L:21:SER:OG 2.21 0.40
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:182:VAL:HA 1:A:250:ASN:O 2.21 0.40
3:J:70: THR:HB 3:J:71:ALA:H 1.67 0.40
3:L:146:PHE:HA 3:L:147:PRO:HA 1.69 0.40

4:M:60:SER:O 4:M:63:ARG:NH1 2.53 0.40
4:U:126:LYS:HE3 4:U:126:LYS:HB2 1.89 0.40
1:B:320:LEU:HG 1:B:320:LEU:H 1.72 0.40
3:X:35: THR:HG22 3:X:93:ALA:O 2.22 0.40
1:H:58:PRO:HB2 1:H:59:LEU:H 1.75 0.40
1:A:174:GLU:OE1 1:A:263:ARG:NH2 2.55 0.40

1:B:209:LEU:HD12 1:B:210:ASN:H 1.85 0.40
3:P:167:PRO:HG2 4:QQ:163:VAL:O 2.21 0.40
1:A:194:LEU:HD11 3:J:53:ILE:HG12 2.04 0.40

4:K:12:SER:O 4:K:14:SER:N 2.48 0.40

1:C:47:HIS:H 1:C:47:HIS:CD2 2.40 0.40
1:A:154:LEU:HA 1:A:154:LEU:HD12 1.79 0.40
1:H:154:LEU:HA 1:H:154:LEU:HD12 1.90 0.40

4:W:27:GLN:O 4:W:29:ILE:HG23 2.21 0.40

4:S:150:VAL:H 4:S:155:GLN:HE22 1.65 0.40
3:N:214:LYS:HD2 3:N:215:SER:H 1.86 0.40

1:B:62:GLY:O 1:B:90:LYS:HG3 2.21 0.40
1:B:150:ASN:OD1 1:B:150:ASN:N 2.83 0.40

3:J:12:LYS:HA 3:J:12:LYS:HD3 1.80 0.40
1:H:293:PRO:HG2 1:H:294:PHE:CD2 2.56 0.40

3:T:92:CYS:SG 3:T:93:ALA:N 2.94 0.40
4:Y:31:LYS:HE2 4:Y:51:ALA:HB3 2.03 0.40

1:H:175:GLN:O 1:H:260:1ILE:HG13 2.22 0.40
1:A:283: THR:0G1 1:A:286:GLY:N 2.54 0.40
1:C:25:LYS:HG2 1:C:33:ASN:OD1 2.21 0.40
4:S:123:GLU:HA 4:S:126:LYS:HG3 2.03 0.40

There are no symmetry-related clashes.

5.3 Torsion angles

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.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 U 209/214 (98%) 177 (85%) | 25 (12%) 7 (3%) 6| 38
4 W 103/214 (48%) 89 (86%) 10 (10%) 4 (4%) 33
4 Y 107/214 (50%) 94 (88%) 9 (8%) 4 (4%) 34
4 z 113/214 (53%) | 97 (86%) | 11 (10%) | 5 (4%) 29

All All 7371/8442 (87%) | 6457 (88%) | 734 (10%) | 180 (2%) 9| 51

All (180) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 a 66 VAL
1 B 264 SER
2 c 61 THR
2 e 146 ASP
2 f 62 GLN
2 f 64 GLU
2 f 146 ASP
2 g 146 ASP
2 h 147 GLU
2 i 146 ASP
3 J 98 GLY
4 K 13 ALA
4 K 51 ALA
3 L 102 PRO
3 L 204 ASN
4 M 96 ILE
3 N 204 ASN
4 O 51 ALA
3 P 147 PRO
3 R 148 GLU
3 R 203 SER
3 R 204 ASN
3 T 116 THR
3 T 189 LEU
3 T 203 SER
3 X 148 GLU
3 Z 62 LYS
2 a 67 GLY
2 a 147 GLU
2 a 150 ASN
1 B 134 GLY
1 B 174 GLU

Continued on next page...
gPDB
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Mol | Chain | Res | Type
2 b 67 GLY
2 b 146 ASP
2 b 147 GLU
2 c 147 GLU
1 D 297 VAL
2 d 146 ASP
2 d 147 GLU
2 e 147 GLU
1 F 58 PRO
1 F 158 GLY
1 G 159 SER
2 g 147 GLU
1 H 58 PRO
2 h 146 ASP
1 I 58 PRO
2 i 64 GLU
4 K 3 GLN
4 K 68 GLY
3 L 16 SER
3 L 116 THR
3 L 188 SER
4 M 95 PRO
4 O 96 ILE
4 O 152 ASN
3 P 100 TYR
3 P 116 THR
3 P 173 SER
3 R 100 TYR
4 S 138 ASN
4 S 187 GLU
3 T 100 TYR
3 T 190 GLY
4 U 96 ILE
4 U 128 GLY
4 U 143 GLU
3 X 61 GLN
3 X 62 LYS
3 X 63 PHE
4 Y 51 ALA
3 / 61 GLN
1 A 174 GLU
2 b 150 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 C 297 VAL
1 E 186 ASN
1 F 159 SER
1 F 196 GLN
2 f 147 GLU
1 G 58 PRO
1 G 67 ALA
2 h 103 GLU
1 I 196 GLN
2 i 7 ALA
2 i 147 GLU
3 J 79 TYR
3 L 144 ASP
3 L 203 SER
4 M 138 ASN
3 N 100 TYR
4 O 95 PRO
3 P 97 SER
3 R 113 SER
4 S 92 ASP
4 S 204 PRO
4 U 92 ASP
4 U 138 ASN
4 W 92 ASP
3 X 100 TYR
3 X 144 ASP
3 Z 63 PHE
4 V 92 ASP
2 a 127 ARG
1 C 128 THR
2 c 63 PHE
1 E 297 VAL
1 F 186 ASN
3 J 16 SER
3 J 32 HIS
3 J 83 THR
3 J 100 TYR
4 K 76 SER
4 K 92 ASP
3 N 172 SER
3 P 158 ALA
4 S 121 SER

Continued on next page...
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Mol | Chain | Res | Type
3 \Y 100 TYR
4 W 84 ALA
4 Y 92 ASP
3 Z 100 TYR
3 Z 144 ASP
3 Z 196 CYS
4 z 96 ILE
2 c 30 GLN
1 D 96 LEU
1 H 196 GLN
2 h 102 MET
2 i 5 ALA
4 K 67 SER
3 L 149 PRO
3 N 132 SER
3 N 214 LYS
4 Q 68 GLY
4 Q 96 ILE
4 S 114 SER
3 T 147 PRO
4 W 96 ILE
3 Z 148 GLU
4 zZ 51 ALA
2 a 132 GLU
1 C 310 LYS
1 E 162 PRO
1 G 224 ASN
1 I 158 GLY
4 K 40 PRO
3 L 100(A) | GLY
3 P 172 SER
3 R 149 PRO
4 S 96 ILE
4 Y 96 ILE
3 Z 100(A) | GLY
3 Z 202 PRO
1 D 158 GLY
1 F 297 VAL
1 H 158 GLY
2 h 91 VAL
3 J 41 PRO
3 P 174 GLY

Continued on next page...
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Mol | Chain | Res | Type
3 X 202 PRO
1 B 297 VAL
1 C 158 GLY
1 G 158 GLY
4 K 94 LEU
4 Q 95 PRO
1 E 158 GLY
4 K 96 ILE
3 N 149 PRO
3 P 14 PRO
4 U 95 PRO
4 W 68 GLY
3 X 100(A) | GLY
4 Y 68 GLY
4 zZ 68 GLY
4 z 95 PRO
4 Q 113 PRO
4 U 68 GLY
1 C 217 ILE
3 7 102 PRO
3 R 147 PRO
3 N 147 PRO

5.3.2 Protein sidechains (1)

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 285/289 (99%) 236 (83%) 49 (17%)
1 B 282/289 (98%) 228 (81%) 54 (19%)
1 C 286/289 (99%) 241 (84%) 45 (16%)
1 D 286,/289 (99%) 239 (84%) 47 (16%)
1 E 285/289 (99%) 239 (84%) 46 (16%)
1 F 286/289 (99%) 235 (82%) 51 (18%)
1 G 286/289 (99%) 241 (84%) 45 (16%)
1 H 287/289 (99%) 239 (83%) 48 (17%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 I 286/289 (99%) 239 (84%) 47 (16%) 15
2 a 148/151 (98%) 128 (86%) 20 (14%) 6] 26
2 b 144/151 (95%) 123 (85%) 21 (15%) 50 21
2 c 149/151 (99%) 137 (92%) 12 (8%) 177 56
2 d 149/151 (99%) 137 (92%) 12 (8%) 171 56
2 e 149/151 (99%) 134 (90%) 15 (10%) 117 41
2 f 149/151 (99%) 134 (90%) 15 (10%) 117 41
2 g 149/151 (99%) 136 (91%) 13 (9%)

2 h 145/151 (96%) 130 (90%) 15 (10%)
2 i 149/151 (99%) 135 (91%) 14 (9%)
3 J 91/185 (49%) 70 (77%) 21 (23%)
3 L 176/185 (95%) 142 (81%) 34 (19%)
3 N 185/185 (100%) | 142 (77%) 43 (23%)
3 P 130/185 (70%) 104 (80%) 26 (20%)
3 R 177/185 (96%) 136 (77%) 41 (23%)
3 T 176/185 (95%) 138 (78%) 38 (22%)
3 \Y 93/185 (50%) 74 (80%) 19 (20%)
3 X 136/185 (74%) 106 (78%) 30 (22%)
3 / 139/185 (75%) 109 (78%) 30 (22%)
4 K 93/190 (49%) 67 (72%) 26 (28%)
4 M 190/190 (100%) | 158 (83%) 32 (17%)
4 O 190/190 (100%) | 152 (80%) 38 (20%)
4 Q 140/190 (74%) 108 (77%) 32 (23%)
4 S 188/190 (99%) 151 (80%) 37 (20%)
4 U 188/190 (99%) 141 (75%) 47 (25%)
4 W 92/190 (48%) 73 (79%) 19 (21%)
4 Y 96/190 (50%) 76 (79%) 20 (21%)
4 zZ 105/190 (55%) 81 (77%) 24 (23%)
All All 6485/7335 (88%) | 5359 (83%) | 1126 (17%)
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Mol | Chain | Res | Type
1 A 18 HIS
1 A 21 ASN
1 A 22 SER
1 A 23 THR
1 A 28 THR
1 A 30 LEU
1 A 37 THR
1 A 43 LEU
1 A 45 LYS
1 A 53(A) | LEU
1 A o6 ILE
1 A 80 LEU
1 A 81 SER
1 A 81(A) | VAL
1 A 85 SER
1 A 101 SER
1 A 114 SER
1 A 116(C) | GLU
1 A 118 VAL
1 A 123 LYS
1 A 132 THR
1 A 133 THR
1 A 136 SER
1 A 146 SER
1 A 154 LEU
1 A 155 THR
1 A 160 ASP
1 A 174 GLU
1 A 182 VAL
1 A 194 LEU
1 A 197 ASN
1 A 203 SER
1 A 208 THR
1 A 213 SER
1 A 214 THR
1 A 219 THR
1 A 226 LEU
1 A 228 SER
1 A 236 LEU
1 A 263 ARG
1 A 264 SER
1 A 277 CYS
1 A 283 THR
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Mol | Chain | Res | Type
1 A 302 ILE
1 A 315 VAL
1 A 316 LEU
1 A 318 THR
1 A 320 LEU
1 A 323 VAL
2 a 19 ASP
2 a 22 TYR
2 a 26 HIS
2 a 29 ASP
2 a 39 GLU
2 a 58 LYS
2 a 59 MET
2 a 61 THR
2 a 64 GLU
2 a 71 SER
2 a 72 ASN
2 a 83 LYS
2 a 121 LYS
2 a 130 VAL
2 a 145 ASP
2 a 148 CYS
2 a 151 SER
2 a 156 THR
2 a 164 GLU
2 a 171 ASN
1 B 18 HIS
1 B 22 SER
1 B 23 THR
1 B 28 THR
1 B 30 LEU
1 B 43 LEU
1 B 45 LYS
1 B 51 LEU
1 B 53(A) | LEU
1 B 56 ILE
1 B 78 ARG
1 B 80 LEU
1 B 81(A) | VAL
1 B 85 SER
1 B 101 SER
1 B 104 ASP
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Mol | Chain | Res | Type
1 B 108 LEU
1 B 109 LYS
1 B 111 LEU
1 B 114 SER
1 B 116(C) | GLU
1 B 118 VAL
1 B 123 LYS
1 B 144 ASN
1 B 146 SER
1 B 154 LEU
1 B 155 THR
1 B 160 ASP
1 B 171 THR
1 B 174 GLU
1 B 182 VAL
1 B 194 LEU
1 B 197 ASN
1 B 198 VAL
1 B 203 SER
1 B 208 THR
1 B 213 SER
1 B 214 THR
1 B 219 THR
1 B 226 LEU
1 B 236 LEU
1 B 264 SER
1 B 277 CYS
1 B 279 THR
1 B 283 THR
1 B 297 VAL
1 B 301 THR
1 B 302 ILE
1 B 309 VAL
1 B 315 VAL
1 B 316 LEU
1 B 318 THR
1 B 320 LEU
1 B 323 VAL
2 b 2 LEU
2 b 19 ASP
2 b 25 HIS
2 b 26 HIS
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Mol | Chain | Res | Type
2 b 29 ASP
2 b 39 GLU
2 b 56 ILE
2 b 66 VAL
2 b 71 SER
2 b 72 ASN
2 b 74 GLU
2 b 83 LYS
2 b 121 LYS
2 b 145 ASP
2 b 148 CYS
2 b 150 ASN
2 b 151 SER
2 b 153 LYS
2 b 156 THR
2 b 164 GLU
2 b 168 LEU
1 C 23 THR
1 C 25 LYS
1 C 30 LEU
1 C 32 ARG
1 C 54 ASN
1 C 56 ILE
1 C 63 ASP
1 C 65 SER
1 C 80 LEU
1 C 81(A) | VAL
1 C 96 LEU
1 C 101 SER
1 C 116(B) | PHE
1 C 125 ASP
1 C 133 THR
1 C 146 SER
1 C 154 LEU
1 C 155 THR
1 C 159 SER
1 C 182 VAL
1 C 187 ASP
1 C 194 LEU
1 C 197 ASN
1 C 203 SER
1 C 206 THR
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Mol | Chain | Res | Type
1 C 208 THR
1 C 209 LEU
1 C 214 THR
1 C 219 THR
1 C 226 LEU
1 C 233 SER
1 C 236 LEU
1 C 273 THR
1 C 277 CYS
1 C 278 GLU
1 C 283 THR
1 C 285 LEU
1 C 295 HIS
1 C 307 ARG
1 C 311 SER
1 C 312 GLU
1 C 315 VAL
1 C 316 LEU
1 C 320 LEU
1 C 323 VAL
2 c 19 ASP
2 c 26 HIS
2 c 59 MET
2 c 61 THR
2 c 64 GLU
2 c 66 VAL
2 c 71 SER
2 c 72 ASN
2 c 73 LEU
2 c 113 SER
2 c 148 CYS
2 c 164 GLU
1 D 21 ASN
1 D 22 SER
1 D 23 THR
1 D 25 LYS
1 D 29 ILE
1 D 30 LEU
1 D 32 ARG
1 D 45 LYS
1 D 54 ASN
1 D 56 ILE
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Mol | Chain | Res | Type
1 D 63 ASP
1 D 65 SER
1 D 80 LEU
1 D 81(A) | VAL
1 D 101 SER
1 D 116(B) | PHE
1 D 133 THR
1 D 136 SER
1 D 146 SER
1 D 154 LEU
1 D 155 THR
1 D 163 VAL
1 D 187 ASP
1 D 197 ASN
1 D 206 THR
1 D 208 THR
1 D 214 THR
1 D 219 THR
1 D 236 LEU
1 D 239 MET
1 D 242 THR
1 D 265 SER
1 D 273 THR
1 D 277 CYS
1 D 278 GLU
1 D 279 THR
1 D 291 THR
1 D 295 HIS
1 D 301 THR
1 D 307 ARG
1 D 309 VAL
1 D 311 SER
1 D 312 GLU
1 D 315 VAL
1 D 316 LEU
1 D 320 LEU
1 D 323 VAL
2 d 19 ASP
2 d 26 HIS
2 d 59 MET
2 d 63 PHE
2 d 66 VAL
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Mol | Chain | Res | Type
2 d 69 GLU
2 d 73 LEU
2 d 74 GLU
2 d 80 LEU
2 d 113 SER
2 d 148 CYS
2 d 164 GLU
1 E 12 GLN
1 E 18 HIS
1 E 30 LEU
1 E 32 ARG
1 E 33 ASN
1 E 54 ASN
1 E 56 ILE
1 E 63 ASP
1 E 65 SER
1 E 80 LEU
1 E 81(A) | VAL
1 E 96 LEU
1 E 101 SER
1 E 111 LEU
1 E 113 SER
1 E 116(B) | PHE
1 E 133 THR
1 E 136 SER
1 E 146 SER
1 E 154 LEU
1 E 155 THR
1 E 163 VAL
1 E 187 ASP
1 E 194 LEU
1 E 203 SER
1 E 206 THR
1 E 208 THR
1 E 209 LEU
1 E 213 SER
1 E 214 THR
1 E 219 THR
1 E 230 MET
1 E 236 LEU
1 E 242 THR
1 E 265 SER
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Mol | Chain | Res | Type
1 E 273 THR
1 E 277 CYS
1 E 278 GLU
1 E 291 THR
1 E 295 HIS
1 E 307 ARG
1 E 309 VAL
1 E 315 VAL
1 E 316 LEU
1 E 320 LEU
1 E 323 VAL
2 e 19 ASP
2 e 32 SER
2 e 59 MET
2 e 64 GLU
2 e 66 VAL
2 e 69 GLU
2 e 71 SER
2 e 72 ASN
2 e 73 LEU
2 e 74 GLU
2 e 84 MET
2 e 113 SER
2 e 147 GLU
2 e 148 CYS
2 e 164 GLU
1 F 22 SER
1 F 30 LEU
1 F 32 ARG
1 F 43 LEU
1 F 45 LYS
1 F 53(A) | LEU
1 F 65 SER
1 F 78 ARG
1 F 81(A) | VAL
1 F 89 GLU
1 F 101 SER
1 F 102 PHE
1 F 114 SER
1 F 116(B) | PHE
1 F 132 THR
1 F 133 THR
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Mol | Chain | Res | Type
1 F 137 ARG
1 F 142 SER
1 F 146 SER
1 F 154 LEU
1 F 155 THR
1 F 159 SER
1 F 189 THR
1 F 194 LEU
1 F 197 ASN
1 F 198 VAL
1 F 203 SER
1 F 208 THR
1 F 210 ASN
1 F 212 ARG
1 F 213 SER
1 F 214 THR
1 F 217 ILE
1 F 219 THR
1 F 226 LEU
1 F 236 LEU
1 F 242 THR
1 F 261 SER
1 F 265 SER
1 F 273 THR
1 F 274 LEU
1 F 275 GLU
1 F 279 THR
1 F 290 THR
1 F 297 VAL
1 F 301 THR
1 F 309 VAL
1 F 315 VAL
1 F 316 LEU
1 F 320 LEU
1 F 326 ILE
2 f 19 ASP
2 f 26 HIS
2 f 59 MET
2 f 60 ASN
2 f 64 GLU
2 f 66 VAL
2 f 71 SER

Continued on next page...
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Mol | Chain | Res | Type
2 f 72 ASN
2 f 73 LEU
2 f 74 GLU
2 f 84 MET
2 f 113 SER
2 f 127 ARG
2 f 148 CYS
2 f 164 GLU
1 G 12 GLN
1 G 13 ILE
1 G 25 LYS
1 G 30 LEU
1 G 32 ARG
1 G 43 LEU
1 G 53(A) | LEU
1 G 65 SER
1 G 81(A) | VAL
1 G 89 GLU
1 G 101 SER
1 G 114 SER
1 G 116(B) | PHE
1 G 132 THR
1 G 133 THR
1 G 137 ARG
1 G 142 SER
1 G 146 SER
1 G 155 THR
1 G 189 THR
1 G 194 LEU
1 G 197 ASN
1 G 208 THR
1 G 210 ASN
1 G 212 ARG
1 G 213 SER
1 G 214 THR
1 G 217 ILE
1 G 219 THR
1 G 226 LEU
1 G 236 LEU
1 G 270 THR
1 G 273 THR
1 G 274 LEU
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Mol | Chain | Res | Type
1 G 275 GLU
1 G 279 THR
1 G 297 VAL
1 G 301 THR
1 G 307 ARG
1 G 309 VAL
1 G 315 VAL
1 G 316 LEU
1 G 320 LEU
1 G 323 VAL
1 G 326 ILE
2 g 19 ASP
2 g 26 HIS
2 g 59 MET
2 g 61 THR
2 g 62 GLN
2 g 66 VAL
2 g 69 GLU
2 g 72 ASN
2 g 73 LEU
2 g 80 LEU
2 g 147 GLU
2 g 148 CYS
2 g 164 GLU
1 H 13 ILE
1 H 30 LEU
1 H 32 ARG
1 H 53(A) | LEU
1 H 65 SER
1 H 81(A) | VAL
1 H 89 GLU
1 H 97 CYS
1 H 101 SER
1 H 102 PHE
1 H 114 SER
1 H 132 THR
1 H 133 THR
1 H 137 ARG
1 H 142 SER
1 H 146 SER
1 H 154 LEU
1 H 155 THR
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Mol | Chain | Res | Type
1 H 159 SER
1 H 182 VAL
1 H 187 ASP
1 H 189 THR
1 H 194 LEU
1 H 197 ASN
1 H 203 SER
1 H 208 THR
1 H 210 ASN
1 H 213 SER
1 H 214 THR
1 H 217 ILE
1 H 219 THR
1 H 236 LEU
1 H 261 SER
1 H 265 SER
1 H 273 THR
1 H 274 LEU
1 H 279 THR
1 H 291 THR
1 H 297 VAL
1 H 301 THR
1 H 307 ARG
1 H 309 VAL
1 H 315 VAL
1 H 316 LEU
1 H 320 LEU
1 H 323 VAL
1 H 326 ILE
1 H 327 GLU
2 h 19 ASP
2 h 21 TRP
2 h 26 HIS
2 h 32 SER
2 h 49 THR
2 h 59 MET
2 h 66 VAL
2 h 69 GLU
2 h 72 ASN
2 h 73 LEU
2 h 74 GLU
2 h 113 SER
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Mol | Chain | Res | Type
2 h 127 ARG
2 h 151 SER
2 h 164 GLU
1 I 11 ASP
1 I 18 HIS
1 I 29 ILE
1 I 30 LEU
1 I 32 ARG
1 I 48 ASN
1 I 53(A) | LEU
1 I 65 SER
1 | 81(A) | VAL
1 I 89 GLU
1 I 101 SER
1 I 102 PHE
1 I 114 SER
1 I 132 THR
1 I 133 THR
1 I 137 ARG
1 I 146 SER
1 I 155 THR
1 I 187 ASP
1 I 189 THR
1 I 194 LEU
1 I 197 ASN
1 I 203 SER
1 I 207 SER
1 I 208 THR
1 I 210 ASN
1 I 212 ARG
1 I 214 THR
1 I 217 ILE
1 I 219 THR
1 I 226 LEU
1 I 236 LEU
1 I 261 SER
1 I 264 SER
1 I 265 SER
1 I 270 THR
1 I 273 THR
1 I 274 LEU
1 I 275 GLU
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Mol | Chain | Res | Type
1 I 279 THR
1 I 297 VAL
1 I 301 THR
1 I 307 ARG
1 I 316 LEU
1 I 320 LEU
1 I 323 VAL
1 I 326 ILE
2 i 19 ASP
2 i 26 HIS
2 i 27 SER
2 i 56 ILE
2 i 59 MET
2 i 64 GLU
2 i 66 VAL
2 i 73 LEU
2 i 74 GLU
2 i 80 LEU
2 i 127 ARG
2 i 147 GLU
2 i 148 CYS
2 i 164 GLU
3 J 3 GLN
3 J 4 LEU
3 J bt VAL
3 J 6 GLU
3 J 10 GLU
3 J 12 LYS
3 J 21 SER
3 J 23 LYS
3 J 32 HIS
3 J 38 ARG
3 J 48 VAL
3 J 70 THR
3 J 72 ASP
3 J 74 SER
3 J 79 TYR
3 J 80 MET
3 J 85 GLU
3 J 94 ARG
3 J 97 SER
3 J 100(B) | TRP
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Mol | Chain | Res | Type
3 J 101 ASP
4 K 1 ASP
4 K 4 LEU
4 K 5 THR
4 K 7 SER
4 K 18 ARG
4 K 19 VAL
4 K 20 THR
4 K 24 GLN
4 K 29 ILE
4 K 39 LYS
4 K 42 LYS
4 K 45 ASN
4 K 48 ILE
4 K 55 LYS
4 K 61 ARG
4 K 63 ARG
4 K 65 SER
4 K 69 THR
4 K 70 ASP
4 K 78 LEU
4 K 79 GLN
4 K 85 THR
4 K 90 GLN
4 K 97 THR
4 K 103 ARG
4 K 104 LEU
3 L 4 LEU
3 L 17 SER
3 L 28 THR
3 L 43 GLN
3 L o7 SER
3 L 74 SER
3 L 75 THR
3 L 76 SER
3 L 83 THR
3 L 85 GLU
3 L 97 SER
3 L 107 THR
3 L 110 THR
3 L 116 THR
3 L 117 LYS
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Mol | Chain | Res | Type
3 L 138 LEU
3 L 151 THR
3 L 164 HIS
3 L 169 VAL
3 L 170 LEU
3 L 172 SER
3 L 173 SER
3 L 177 SER
3 L 178 LEU
3 L 179 SER
3 L 182 VAL
3 L 183 THR
3 L 186 SER
3 L 191 THR
3 L 195 ILE
3 L 197 ASN
3 L 198 VAL
3 L 205 THR
3 L 210 ARG
4 M 3 GLN
4 M 5 THR
4 M 7 SER
4 M 22 THR
4 M 26 SER
4 M 33 LEU
4 M 52 SER
4 M 63 ARG
4 M 65 SER
4 M 69 THR
4 M 72 THR
4 M 77 SER
4 M 78 LEU
4 M 83 ILE
4 M 90 GLN
4 M 94 LEU
4 M 97 THR
4 M 104 LEU
4 M 105 GLU
4 M 107 LYS
4 M 110 VAL
4 M 117 ILE
4 M 150 VAL
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Mol | Chain | Res | Type
4 M 155 GLN
4 M 181 LEU
4 M 182 SER
4 M 202 SER
4 M 206 THR
4 M 207 LYS
4 M 208 SER
4 M 213 GLU
4 M 214 CYS
3 N 4 LEU
3 N 11 VAL
3 N 28 THR
3 N 31 THR
3 N 43 GLN
3 N 53 ILE
3 N o7 SER
3 N 62 LYS
3 N 70 THR
3 N 74 SER
3 N 75 THR
3 N 76 SER
3 N 83 THR
3 N 85 GLU
3 N 110 THR
3 N 116 THR
3 N 117 LYS
3 N 120 SER
3 N 128 SER
3 N 130 SER
3 N 131 THR
3 N 132 SER
3 N 138 LEU
3 N 151 THR
3 N 156 SER
3 N 167 PRO
3 N 169 VAL
3 N 170 LEU
3 N 173 SER
3 N 177 SER
3 N 178 LEU
3 N 179 SER
3 N 182 VAL
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Mol | Chain | Res | Type
3 N 184 VAL
3 N 186 SER
3 N 189 LEU
3 N 191 THR
3 N 195 ILE
3 N 197 ASN
3 N 210 ARG
3 N 214 LYS
3 N 215 SER
3 N 216 CYS
4 0O 3 GLN
4 O > THR
4 O 7 SER
4 O 11 LEU
4 O 20 THR
4 O 22 THR
4 O 26 SER
4 O 52 SER
4 O 60 SER
4 O 63 ARG
4 O 65 SER
4 O 74 THR
4 O 76 SER
4 O 7 SER
4 O 78 LEU
4 O 81 GLU
4 O 85 THR
4 O 90 GLN
4 O 91 TYR
4 0O 94 LEU
4 O 97 THR
4 O 104 LEU
4 O 107 LYS
4 O 127 SER
4 O 132 VAL
4 O 142 ARG
4 O 150 VAL
4 O 155 GLN
4 O 164 THR
4 O 180 THR
4 O 182 SER
4 O 194 CYS
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Mol | Chain | Res | Type
4 O 197 THR
4 O 201 LEU
4 0O 202 SER
4 O 207 LYS
4 O 208 SER
4 O 214 CYS
3 P 2 VAL
3 P 6 GLU
3 P 7 SER
3 P 11 VAL
3 P 21 SER
3 P 25 SER
3 P 28 THR
3 P 33 VAL
3 P 61 GLN
3 P 66 ARG
3 P 68 THR
3 P 70 THR
3 P 75 THR
3 P 83 THR
3 P 97 SER
3 P 110 THR
3 P 116 THR
3 P 117 LYS
3 P 156 SER
3 P 160 THR
3 P 161 SER
3 P 169 VAL
3 P 170 LEU
3 P 173 SER
3 P 177 SER
3 P 178 LEU
4 Q 5 THR
4 Q 11 LEU
4 Q 14 SER
4 Q 18 ARG
4 Q 19 VAL
4 Q 26 SER
4 Q 30 ARG
4 Q 52 SER
4 Q 60 SER
4 Q 63 ARG
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Mol | Chain | Res | Type
4 Q 65 SER
4 Q 67 SER
4 Q 69 THR
4 Q 74 THR
4 Q 77 SER
4 Q 81 GLU
4 Q 85 THR
4 Q 90 GLN
4 Q 94 LEU
4 Q 109 THR
4 Q 132 VAL
4 Q 133 VAL
4 Q 135 LEU
4 Q 138 ASN
4 Q 142 ARG
4 Q 166 GLN
4 Q 174 SER
4 Q 175 LEU
4 Q 176 SER
4 Q 197 THR
4 Q 199 GLN
4 Q 201 LEU
3 R 1 GLU
3 R 2 VAL
3 R 6 GLU
3 R 7 SER
3 R 11 VAL
3 R 17 SER
3 R 25 SER
3 R 28 THR
3 R 33 VAL
3 R 61 GLN
3 R 64 GLN
3 R 66 ARG
3 R 68 THR
3 R 70 THR
3 R 75 THR
3 R 83 THR
3 R 97 SER
3 R 110 THR
3 R 113 SER
3 R 115 SER
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Mol | Chain | Res | Type
3 R 116 THR
3 R 117 LYS
3 R 135 THR
3 R 140 CYS
3 R 151 THR
3 R 153 SER
3 R 154 TRP
3 R 161 SER
3 R 164 HIS
3 R 169 VAL
3 R 170 LEU
3 R 173 SER
3 R 179 SER
3 R 182 VAL
3 R 187 SER
3 R 189 LEU
3 R 191 THR
3 R 192 GLN
3 R 196 CYS
3 R 197 ASN
3 R 209 LYS
4 S 5 THR
4 S 11 LEU
4 S 14 SER
4 S 18 ARG
4 S 19 VAL
4 S 21 ILE
4 S 26 SER
4 S 52 SER
4 S 60 SER
4 S 61 ARG
4 S 63 ARG
4 S 65 SER
4 S 74 THR
4 S 7 SER
4 S 78 LEU
4 S 81 GLU
4 S 85 THR
4 S 90 GLN
4 S 94 LEU
4 S 105 GLU
4 S 107 LYS
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Mol | Chain | Res | Type
4 S 109 THR
4 S 129 THR
4 S 132 VAL
4 S 133 VAL
4 S 152 ASN
4 S 154 LEU
4 S 155 GLN
4 S 156 SER
4 S 158 ASN
4 S 162 SER
4 S 168 SER
4 S 169 LYS
4 S 180 THR
4 S 188 LYS
4 S 202 SER
4 S 207 LYS
3 T 2 VAL
3 T 6 GLU
3 T 7 SER
3 T 11 VAL
3 T 17 SER
3 T 25 SER
3 T 28 THR
3 T 33 VAL
3 T 61 GLN
3 T 66 ARG
3 T 68 THR
3 T 70 THR
3 T 75 THR
3 T 81 GLU
3 T 83 THR
3 T 97 SER
3 T 99 SER
3 T 110 THR
3 T 115 SER
3 T 116 THR
3 T 117 LYS
3 T 127 SER
3 T 140 CYS
3 T 150 VAL
3 T 153 SER
3 T 160 THR
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Mol | Chain | Res | Type
3 T 169 VAL
3 T 172 SER
3 T 173 SER
3 T 182 VAL
3 T 183 THR
3 T 184 VAL
3 T 187 SER
3 T 192 GLN
3 T 194 TYR
3 T 198 VAL
3 T 205 THR
3 T 212 GLU
4 U 5 THR
4 U 11 LEU
4 U 14 SER
4 U 18 ARG
4 U 19 VAL
4 U 20 THR
4 U 26 SER
4 U 52 SER
4 U 60 SER
4 U 61 ARG
4 U 63 ARG
4 U 72 THR
4 U 74 THR
4 U 7 SER
4 U 81 GLU
4 U 83 ILE
4 U 85 THR
4 U 90 GLN
4 U 94 LEU
4 U 97 THR
4 U 107 LYS
4 U 109 THR
4 U 114 SER
4 U 122 ASP
4 U 123 GLU
4 U 125 LEU
4 U 129 THR
4 U 131 SER
4 U 138 ASN
4 U 142 ARG
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Mol | Chain | Res | Type
4 U 145 LYS
4 U 152 ASN
4 U 155 GLN
4 U 156 SER
4 U 168 SER
4 U 170 ASP
4 U 172 THR
4 U 174 SER
4 U 175 LEU
4 U 176 SER
4 U 182 SER
4 U 183 LYS
4 U 190 LYS
4 U 201 LEU
4 U 203 SER
4 U 208 SER
4 U 210 ASN
3 \Y 2 VAL
3 \Y 7 SER
3 \Y 11 VAL
3 \Y 16 SER
3 \Y 17 SER
3 \Y 21 SER
3 \Y 25 SER
3 \Y 28 THR
3 \Y% 33 VAL
3 \Y 61 GLN
3 \Y 64 GLN
3 \Y 66 ARG
3 \Y 68 THR
3 \Y 70 THR
3 \Y 75 THR
3 \Y% 83 THR
3 \Y 92 CYS
3 \Y 97 SER
3 \Y 110 THR
4 W 5 THR
4 W 11 LEU
4 Y 14 SER
4 W 18 ARG
4 W 19 VAL
4 W 26 SER
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Mol | Chain | Res | Type
4 W 30 ARG
4 W 52 SER
4 W 60 SER
4 W 61 ARG
4 W 63 ARG
4 W 67 SER
4 W 74 THR
4 W 7 SER
4 W 78 LEU
4 W 81 GLU
4 W 85 THR
4 W 90 GLN
4 W 94 LEU
3 X 6 GLU
3 X 7 SER
3 X 10 GLU
3 X 12 LYS
3 X 28 THR
3 X 31 THR
3 X 48 VAL
3 X 53 ILE
3 X 62 LYS
3 X 64 GLN
3 X 68 THR
3 X 70 THR
3 X 7 THR
3 X 83 THR
3 X 85 GLU
3 X 87 THR
3 X 97 SER
3 X 111 VAL
3 X 115 SER
3 X 117 LYS
3 X 142 VAL
3 X 146 PHE
3 X 148 GLU
3 X 150 VAL
3 X 169 VAL
3 X 170 LEU
3 X 171 GLN
3 X 180 SER
3 X 204 ASN

Continued on next page...



Page 81 Full wwPDB X-ray Structure Validation Report 4HG4

Continued from previous page...

Mol | Chain | Res | Type
3 X 207 VAL
4 Y 5 THR
4 Y 9 SER
4 Y 11 LEU
4 Y 14 SER
4 Y 18 ARG
4 Y 19 VAL
4 Y 26 SER
4 Y 52 SER
4 Y 60 SER
4 Y 61 ARG
4 Y 63 ARG
4 Y 65 SER
4 Y 74 THR
4 Y 7 SER
4 Y 78 LEU
4 Y 81 GLU
4 Y 83 ILE
4 Y 90 GLN
4 Y 94 LEU
4 Y 105 GLU
3 Z 4 LEU
3 Z 6 GLU
3 Z 7 SER
3 Z 10 GLU
3 Z 12 LYS
3 Z 28 THR
3 Z 31 THR
3 Z 48 VAL
3 Z o7 SER
3 Z 62 LYS
3 Z 64 GLN
3 Z 68 THR
3 Z 70 THR
3 Z 83 THR
3 Z 84 SER
3 Z 87 THR
3 Z 89 VAL
3 Z 97 SER
3 Z 111 VAL
3 Z 113 SER
3 Z 115 SER

Continued on next page...
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Mol | Chain | Res | Type
3 Z 117 LYS
3 Z 121 VAL
3 Z 146 PHE
3 Z 150 VAL
3 Z 164 HIS
3 Z 170 LEU
3 Z 171 GLN
3 Z 195 ILE
3 Z 197 ASN
4 Z 5 THR
4 zZ 11 LEU
4 zZ 14 SER
4 z 18 ARG
4 Z 19 VAL
4 Z 21 ILE
4 Z 26 SER
4 Z 60 SER
4 Z 61 ARG
4 z 63 ARG
4 Z 65 SER
4 Z 67 SER
4 Z 69 THR
4 Z 74 THR
4 Z 7 SER
4 zZ 78 LEU
4 Z 81 GLU
4 Z 85 THR
4 Z 90 GLN
4 Z 94 LEU
4 Z 156 SER
4 Z 158 ASN
4 Z 159 SER
4 Z 176 SER

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (38) such
sidechains are listed below:

Mol | Chain | Res | Type
2 a 25 HIS
2 a 171 ASN
1 B 295 HIS
2 b 26 HIS
2 b 171 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 C 295 HIS
1 C 298 HIS
1 C 325 GLN
2 c 125 GLN
1 D 295 HIS
2 d 114 ASN
1 E 33 ASN
1 E 47 HIS
1 E 129 GLN
1 E 295 HIS
2 e 26 HIS
1 G 103 ASN
1 H 295 HIS
2 h 30 GLN
2 h 125 GLN
1 I 295 HIS
2 i 125 GLN
4 K 34 ASN
3 N 171 GLN
4 O 90 GLN
4 O 155 GLN
4 Q 90 GLN
3 R 39 GLN
3 R 171 GLN
4 S 24 GLN
4 S 38 GLN
4 S 90 GLN
4 S 155 GLN
3 \Y 39 GLN
4 W 38 GLN
4 Y 90 GLN
4 zZ 24 GLN
4 z 90 GLN

5.3.3 RNA (D

There are no RNA chains in this entry.

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

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

24 carbohydrates are modelled in this entry.

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

the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link | o 30 O8NS 1 ot | RMSZ | £17] = 2
5 | NAG| A [401] 15 |1214,15] 0.68 0 15,1921 | 1.24 | 2 (13%)
5 |NAG| A [402] 5 |121415] 071 | 1(8%) | 151921 0.82 0
5 | NAG| B | 401 | 15 | 121415 | 0.64 0 15,1921 | 1.10 | 2 (13%)
5 | NAG | B | 402 | 5 |12,14,15]| 0.61 0 15,19.21 | 0.69 0
7 |NAG| C |401 ] 1,7 [120415] 071 | 1 (8%) | 151921 | 1.58 | 3 (20%)
7 |NAG | C 402 | 7 [121415] 0.64 0 15,1921 | 095 | 1 (6%)
7 |BMA| C [403| 7 |1011,12| 0.76 0 11,1517 | 2.22 | 2 (18%)
5 | NAG| D |401| 15 [1214,15] 0.64 0 15,1921 | 1.60 | 1 (6%)
5 |NAG| D [402| 5 |121415] 071 | 1(8%) |15,1921| 087 | 1 (6%)
5 | NAG| E | 402 | 15 |12,14,15| 0.76 0 15,1921 | 1.43 | 3 (20%)
5 |NAG| E 403 ] 5 [1214,15] 0.60 0 15,1921 | 095 | 1 (6%)
5 | NAG F o401 | 15 | 121415 ] 0.81 0 15,1921 | 1.67 | 3 (20%)
5 | NAG F o402 | 5 [1214,15] 047 0 15,1921 | 1.21 | 2 (13%)
7 |NAG | G |401| 17 [12,14,15] 0.69 0 15,1921 | 096 | 1 (6%)
7 |NAG | G |402 | 7 |[1214,15| 0.58 0 15,1921 | 0.96 | 1 (6%)
7 |BMA | G | 403 | 7 |10,11,12] 0.77 0 11,1517 | 0.71 0
5 | NAG| H |401 ] 15 |1214,15] 0.60 0 15,1921 | 1.39 | 1 (6%)
5 | NAG| H [402 ] 5 [1214,15] 063 0 15,1921 | 097 | 1 (6%)
5 | NAG| H | 403 | 15 |12,14,15| 0.62 0 15,1921 | 1.62 | 3 (20%)
5 |NAG| H |404| 5 |121415] 068 | 1(8%) |15,1921] 0.78 0
5 | NAG| H |405 | 15 |12,14,15] 0.59 0 15,1921 | 1.63 | 1 (6%)
5 | NAG| H [406 | 5 [1214,15] 0.64 0 15,1921 | 1.04 | 1 (6%)
5 | NAG I 401 | 15 | 12,1415 | 0.57 0 15,1921 | 095 | 1 (6%)
5 | NAG I 402 | 5 [12,14,15 | 0.59 0 15,1921 | 1.49 | 1 (6%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical

WORLDWIDE
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component dictionary. Similar counts are reported in the Torsion and Rings columns.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
5 | NAG | A | 401 | 15 - 0/6/23/26 | 0/1/1/1
5 | NAG | A | 402 | 5 - 0/6/23/26 | 0/1/1/1
5 | NAG | B | 401 | 15 - 0/6/23/26 | 0/1/1/1
5 | NAG | B | 402 | 5 - 0/6/23/26 | 0/1/1/1
7 | NAG | C | 401 | 1,7 - 0/6/23/26 | 0/1/1/1
7 |NAG | C |402| 7 - 0/6/23/26 | 0/1/1/1
7 |BMA| C | 403 | 7 - 0/2/19/22 | 0/1/1/1
5 | NAG| D |40l 15 - 0/6/23/26 | 0/1/1/1
5 | NAG | D | 402 | 5 - 0/6/23/26 | 0/1/1/1
5 | NAG | E | 402 | 15 - 0/6/23/26 | 0/1/1/1
5 | NAG | E | 403 | 5 - 0/6/23/26 | 0/1/1/1
5 | NAG | F | 401 ] 15 - 0/6/23/26 | 0/1/1/1
5 | NAG | F | 402 5 - 0/6/23/26 | 0/1/1/1
7 [ NAG | G 401 17 - 2/6/23/26 | 0/1/1/1
7 | NAG | G | 402 7 - 0/6/23/26 | 0/1/1/1
7 |BMA| G | 403 | 7 - 0/2/19/22 | 0/1/1/1
5 | NAG | H | 401 | 15 - 0/6/23/26 | 0/1/1/1
5 | NAG | H | 402 | 5 - 0/6/23/26 | 0/1/1/1
5 | NAG | H | 403 | 15 - 0/6/23/26 | 0/1/1/1
5 | NAG | H | 404 | 5 - 0/6/23/26 | 0/1/1/1
5 | NAG | H | 405 | 1,5 - 0/6/23/26 | 0/1/1/1
5 | NAG | H | 406 | 5 - 0/6/23/26 | 0/1/1/1
5 | NAG | 1 | 401 15 - 0/6/23/26 | 0/1/1/1
5 | NAG | 1 |402]| 5 - 0/6/23/26 | 0/1/1/1

All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
5 A 402 | NAG | 05-C5 | -2.21 1.41 1.45
5 D 402 | NAG | 05-C5 | -2.06 1.41 1.45
5 H 404 | NAG | O5-C5 | -2.03 1.41 1.45
7 C 401 | NAG | 05-C5 | -2.02 1.41 1.45

All (32) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
7 C 403 | BMA | O5-C5-C6 | 6.74 114.05 106.98
5 D 401 | NAG | O5-C5-C6 | 5.22 112.46 106.98
5 H 405 | NAG | 05-C5-C6 | 5.06 112.29 106.98
5 I 402 | NAG | 05-C5-C6 | 4.75 111.97 106.98

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
5 H 401 | NAG | O5-C5-C6 | 4.60 111.81 106.98
7 C 401 | NAG | C2-N2-C7 | -4.28 115.90 123.09
) F 401 | NAG | C2-N2-C7 | -4.12 116.16 123.09
5 H 403 | NAG | C3-C4-C5 | 3.74 116.89 110.20
5 H 403 | NAG | 0O5-C5-C4 | 3.11 114.59 110.65
5} E 402 | NAG | C2-N2-C7 | 3.08 128.27 123.09
5 H 406 | NAG | O5-C5-C6 | 3.03 110.16 106.98
7 C 401 | NAG | O5-C5-C6 | 2.97 110.09 106.98
5 E 402 | NAG | O5-C5-C6 | 2.88 110.00 106.98
5 D 402 | NAG | O5-C5-C6 | 2.78 109.90 106.98
5 F 402 | NAG | 0O5-C5-C4 | 2.63 114.00 110.65
5 H 403 | NAG | O5-C5-C6 | 2.61 109.72 106.98
5} A 401 | NAG | C3-C2-N2 | -2.51 107.94 111.76
5 I 401 | NAG | O5-C5-C4 | 2.48 113.80 110.65
7 C 401 | NAG | C3-C4-C5 | 2.40 114.49 110.20
5 B 401 | NAG | O5-C5-C6 | 2.39 109.49 106.98
7 G 402 | NAG | C2-N2-C7 | -2.39 119.08 123.09
5 E 403 | NAG | O5-C5-C6 | 2.33 109.43 106.98
7 G 401 | NAG | C2-N2-C7 | -2.32 119.19 123.09
5} F 401 | NAG | C3-C2-N2 | -2.31 108.25 111.76
7 C 403 | BMA | O5-C5-C4 | -2.29 107.75 110.65
5 A 401 | NAG | O5-C5-C4 | 2.26 113.53 110.65
) E 402 | NAG | O7-C7-C8 | -2.18 117.78 122.04
) B 401 | NAG | C3-C2-N2 | 2.11 114.97 111.76
5 F 401 | NAG | 0O5-C5-C6 | 2.10 109.18 106.98
5 F 402 | NAG | O5-C5-C6 | 2.09 109.18 106.98
7 C 402 | NAG | O5-C5-C6 | 2.07 109.16 106.98
) H 402 | NAG | C3-C2-N2 | -2.07 108.61 111.76

There are no chirality outliers.
All (2) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
7 G 401 | NAG | C8-C7-N2-C2
7 G 401 | NAG | O7-C7-N2-C2

There are no ring outliers.

5.6 Ligand geometry (i)

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

Mol | Type | Chain | Res | Link Count?orﬁil\/llgrzlgt;ljZ | > 2 CountsBOgli\/[gggle;M | > 2
6 | NAG | A | 403 | 1 |12,14.15]| 0.54 0 151921 | 1.34 | 1 (6%)
6 NAG C 404 1 12,14,15 | 1.31 2 (16%) | 15,19,21 | 1.05 0
6 NAG E 401 1 12,14,15 | 0.56 0 15,19,21 | 1.06 0
6 NAG F 403 1 12,14,15 | 0.52 0 15,19,21 | 1.39 1 (6%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical

component dictionary. Similar counts are reported in the Torsion and Rings columns. -’

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
6 | NAG | A | 403 | 1 - 0/6/23/26 | 0/1/1/1
6 | NAG | C 404 | 1 - 0/6/23/26 | 0/1/1/1
6 | NAG | B |40l | 1 - 0/6/23/26 | 0/1/1/1
6 | NAG | F | 403 | 1 - 0/6/23/26 | 0/1/1/1
All (2) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
6 C 404 | NAG | O5-C5 | 297 1.50 1.45
6 C 404 | NAG | C2-N2 | -2.35 1.43 1.46
All (2) bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(®) | Ideal(°)
6 F 403 | NAG | O5-C5-C6 | 4.29 111.48 106.98
6 A 403 | NAG | O5-C5-C6 | 4.13 111.32 106.98

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

means
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1 A 323/327 (98%) -0.30 20, 53, 91, 130 0
1 B 319/327 (97%) -0.20 25, 60, 101, 142 0
1 C 324/327 (99%) -0.22 21, 58, 98, 133 0
1 D 324/327 (99%) -0.20 38, 66, 99, 168 0
1 E 323/327 (98%) -0.23 45, 68, 97, 125 0
1 F 324/327 (99%) -0.12 45, 76, 107, 138 0
1 G 324/327 (99%) 0.00 46, 82, 124, 162 0
1 H 325/327 (99%) -0.32 31, 53, 82, 122 0
1 I 324/327 (99%) -0.15 42,75, 107, 127 0
2 a 171/174 (98%) -0.10 25, 75, 130, 168 0
2 b 167/174 (95%) -0.05 24,79, 138, 179 0
2 ¢ 172/174 (98%) -0.12 30, 79, 134, 176 0
2 d 172/174 (98%) 0.05 43, 91, 149, 196 0
2 e 172/174 (98%) -0.11 38, 69, 123, 176 0
2 f 172/174 (98%) -0.09 46, 74, 125, 195 0
2 g 172/174 (98%) -0.02 43, 81, 145, 169 0
2 h 167/174 (95%) -0.26 35, 49, 85, 134 0
2 i 172/174 (98%) -0.25 33, 55, 122, 187 0
3 J 115/223 (51%) 0.33 2 (1%) 67 [19 46, 94, 132, 166 0
3 L 212/223 (95%) -0.27 0§100 I 20, 38, 99, 134 0
3 N 223/223 (100%) -0.31 0§ 100 I 14, 28, 73, 129 0
3 P 161/223 (72%) 0.12 2 (1%) 751 26 52,90, 147, 172 0
3 R 214/223 (95%) -0.02 0 §100Q4100 45, 83, 114, 128 0
3 T 213/223 (95%) 0.32 10 (4%) 30 62, 107, 153, 233 0

Continued on next page...
gPDB
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
3 | v | 117/223 (52%) 062 | 7(5%) 21 66, 122, 174, 221 | 0
3 X 164/223 (73%) -0.02 2 (1%) 75 26 35, 67, 110, 147 0
3 Z 167/223 (74%) -0.04 1 (0%) |86) 41 59, 95, 128, 180 0
4 K 106/214 (49%) 0.26 2 (1%) 64 |18 | 63, 111, 145, 173 0
4 M 214/214 (100%) -0.22 0 §100Q§100 19, 42, 96, 150 0
4 0 214/214 (100%) -0.38 0 | 16, 30, 52, 70 0
4 Q 157/214 (73%) 0.05 3(1%) 64 |18 49, 90, 134, 161 0
4 S 211/214 (98%) -0.09 1( 52, 77, 123, 185 0
4 U 211/214 (98%) 0.18 1( 66, 104, 141, 162 | 0
4 W 105/214 (49%) -0.06 57, 88, 125, 148 0
4 Y 109/214 (50%) -0.31 36, 51, 76, 98 0
4 zZ 119/214 (55%) 0.17 61, 98, 140, 161 0
All All 7479/8442 (88%) -0.10 14, 70, 129, 233 0

All (38) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
3 T 185 | PRO 3.9
4 S 154 | LEU 3.7
4 Q 134 CYS 3.6
1 D 9 PRO 3.5
3 J 90 TYR 3.5
3 T 183 | THR 3.4
3 J 105 | GLN 3.3
3 \Y 48 VAL 3.0
3 \Y 82 LEU 2.9
3 T 82 LEU 2.8
4 K 80 PRO 2.8
3 T 140 CYS 2.8
3 \Y 81 GLU 2.8
2 f 59 MET 2.7
2 d 65 ALA 2.7
3 T 180 SER 2.6
3 \Y 80 MET 2.5
3 T 136 ALA 2.5
3 Z 141 LEU 2.5
3 \Y 82(A) | THR 2.5
3 T 184 | VAL 2.4

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
42 LYS 24
45 LEU 2.4
141 LEU 2.3
138 | LEU 2.3
113 | PRO 2.3
65 ALA 2.2
325 | GLN 2.2
142 | VAL 2.2
137 | ALA 2.2
65 ALA 2.1
119 | PRO 2.1
80 MET 2.1
135 | LEU 2.1
325 | GLN 2.0
174 | GLY 2.0
63 ARG 2.0
8 GLY 2.0

wl | o —| | v wo| ro| wo| wo| —| ro| | wo| wo| ol
<| S| X =L 1| T o |1 T = O3 A <| =

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)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95 percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
7 NAG C 402 | 14/15 | 0.30 - 88,117,138,139 0
5 NAG I 401 | 14/15 | 0.23 - 68,81,87,88 0
5 NAG H 406 | 14/15 | 0.49 - 148,157,164,167 0
7 BMA G 403 | 11/12 0.17 - 117,121,132,137 0
7 | NAG | G | 402 | 14/15 | 0.19 ; 93.112,127,132 0
5 NAG H 404 | 14/15 | 0.32 - 94,108,128,135 0
5 | NAG | E | 402 | 14/15 | 0.18 - 60.86,97,102 0
) NAG H 402 | 14/15 0.44 - 98,107,122,125 0
) NAG F 402 | 14/15 0.26 - 97,113,122,124 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
) NAG A 402 | 14/15 0.22 - 90,107,119,121 0
7 NAG G 401 | 14/15 | 0.17 - 84,97,101,102 0
7 NAG C 401 | 14/15 | 0.26 - 56,81,94,108 0
5 NAG H 405 | 14/15 | 0.25 - 88,112,125,131 0
7 BMA C 403 | 11/12 0.30 - 109,140,145,148 0
) NAG D 402 | 14/15 0.16 - 85,111,119,120 0
5 NAG D 401 | 14/15 | 0.09 - 61,84,89,97 0
5 | NAG | B | 402 | 14/15 | 0.22 T | 125.133,136.140 | 0
) NAG I 402 | 14/15 0.23 - 82,103,118,122 0
) NAG H 401 | 14/15 | 0.15 - 50,75,92,93 0
5 | NAG | F | 401 | 14/15 | 0.24 - 60,82,33,96 0
5 | NAG | A | 401 | 14/15 | 0.22 . 72.88.97,08 0
5 | NAG | B | 401 | 14/15 | 0.15 . 63.92,107,114 0
5 NAG H 403 | 14/15 | 0.17 - 61,80,90,101 0
5 NAG E 403 | 14/15 0.24 - 101,113,121,122 0

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9 lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
6 | NAG | E | 401 | 14/15 | 021 . 80.99.105.113 0
6 | NAG | C | 404 | 14/15 | 0.39 = [ 116,126,129,130 | 0
6 | NAG | A | 403 | 14/15 | 0.31 - 75,97.108,109 0
6 NAG F 403 | 14/15 0.25 - 68,81,94,96 0
6.5 Other polymers (i)
There are no such residues in this entry.
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