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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.35 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
Clashscore I N 15
Ramachandran outliers I I D 0.6%
Sidechain outliers I [ - .9%
Worse Better

0 Percentile relative to all X-ray structures

[I Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 79885 1064 (2.38-2.34)
Ramachandran outliers 78287 1048 (2.38-2.34)
Sidechain outliers 78261 1049 (2.38-2.34)

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.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 875 .
1 C 875 .
1 E 875 .
1 G 875 .
1 I 875 .
1 K 875 .
1 M 875 .
1 O 875 .
1 Q 875 .
1 S 875 .
1 U 875 .
1 W 875 .
2 B 274 -—
2 D 274 —
2 F 274 —
2 H 274 —m
2 J 274 e

Continued on next page...
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2 Entry composition (i)

There are 8 unique types of molecules in this entry. The entry contains 122057 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 Pyrogallol hydroxytransferase large subunit.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 875 38?81 4577 111\5)2 1:’3)1 488 0 2
L ¢ 875 38?81 4577 1?51)2 1:)3)1 488 0 2
L B 875 38?81 4577 1?;2 1:2)1 488 0 2
LG 875 $8t1a81 4577 1?192 13%1 488 0 2
L ! 875 %tlasl 4577 1?]92 1:2)1 488 0 2
L K 875 $8t1a81 4577 111\;2 13%1 488 0 2
1| M 875 $8t1a81 4577 111\;2 13%1 488 0 2
Lo 875 $8t1a81 4577 1592 1:2)1 488 0 2
LQ 875 $8t1a81 4577 1592 1:2)1 488 0 2
L 5 875 ?83?31 4577 1592 1?(,?)1 488 0 2
L U 875 38321 4577 1592 1?(,?)1 488 0 2
LW 875 $8t1a81 4577 1112)2 13%1 488 0 2

There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1 MET - INITIATING METHIONINE | UNP P80563
C 1 MET - INITIATING METHIONINE | UNP P80563
E 1 MET - INITIATING METHIONINE | UNP P80563
G 1 MET - INITIATING METHIONINE | UNP P80563
I 1 MET - INITIATING METHIONINE | UNP P80563
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Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
K 1 MET - INITIATING METHIONINE | UNP P&0563
M 1 MET - INITIATING METHIONINE | UNP PR0563
O 1 MET - INITIATING METHIONINE | UNP PR0563
Q 1 MET - INITIATING METHIONINE | UNP PR0563
S 1 MET - INITIATING METHIONINE | UNP PR0563
U 1 MET - INITIATING METHIONINE | UNP P&0563
W 1 MET - INITIATING METHIONINE | UNP P&0563
e Molecule 2 is a protein called Pyrogallol hydroxytransferase small subunit.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S

2 B 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 D 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 F 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 H 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 J 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 L 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 N 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 P 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 R 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 T 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 v 274 2182 1371 364 423 24 0 0 0
Total C N O S

2 X 274 2182 1371 364 423 24 0 0 0

e Molecule 3 is ACETATE ION (three-letter code: ACT) (formula: CoH305).
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OXT
O-
CH3
O
O

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 1 Toial (23 (2) 0 0
3 C 1 Toial (23 c2) 0 0
3 E 1 Toial g c2) 0 0
3 G 1 Toial g c2) 0 0
3 I 1 Toial (23 2 0 0
3 K 1 Toial (23 (2) 0 0
3 M 1 Toial (23 (2) 0 0
31 0 1 Tojal (23 (2) 0 0
3 Q 1 Tojal (23 (2) 0 0
3 S 1 Toial g (2) 0 0
3 | U 1 Toial S (2) 0 0
3| w 1 Toial g (2) 0 0

e Molecule 4 is CALCIUM ION (three-letter code: CA) (formula: Ca).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 P 1 Total Ca 0 0
1 1
4 K 1 Total Ca 0 0
1 1
4 B 1 Total Ca 0 0
1 1
4 W 1 Total Ca 0 0
1 1
4 N 1 Total Ca 0 0
1 1
4 X 1 Total Ca 0 0
1 1
Total Ca
4 S 1 1 1 0 0
Total Ca
4 J 1 1 1 0 0
Total Ca
4 E 1 1 1 0 0
4 v 1 Total Ca 0 0
1 1
4 A 1 Total Ca 0 0
1 1
4 R 1 Total Ca 0 0
1 1
4 M 1 Total Ca 0 0
1 1
4 D 1 Total Ca 0 0
1 1
Total Ca
4 I 1 1 1 0 0
4 U 1 Total Ca 0 0
1 1
4 L 1 Total Ca 0 0
1 1
4 G 1 Total Ca 0 0
1 1
Total Ca
4 Q 1 1 1 0 0
4 0 1 Total Ca 0 0
1 1
4 C 1 Total Ca 0 0
1 1
4 T 1 Total Ca 0 0

1

1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 0 1 Total Ca 0 0
1 1
4 o 1 Toltal Cla 0 0

e Molecule 5 is 2-AMINO-5,6-DIMERCAPTO-7-METHYL-3,7,8A,9-TETRAHYDRO-8-OXA
-1,3,9,10-TETRAAZA-ANTHRACEN-4-ONEGUANOSINE DINUCLEOTIDE (three-letter
code: MGD) (formula: 020H26N10013P282).

MGD

o>
Mol | Chain | Residues Atoms ZeroOcc | AltConf

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR
NN T I
IR T IR
NN T IR
NN ST IR
IEEEENE T IR
IS P IEE
o [ [N OhS e [
IR P IEE
IKEENES P IEE
IR P IEE
IR P IEE
KRS DI
AN T
I T
IR

e Molecule 6 is MOLYBDENUM(IV) ION (three-letter code: 4MO) (formula: Mo).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 G 1 Total Mo 0 0
1 1
6 Q 1 Total Mo 0 0
1 1
6 K 1 Toltal 1\? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

6 B 1 Total Mo 0 0

1 1
Total Mo

6 I 1 1 1 0 0

6 C 1 Total Mo 0 0
1 1

6 W 1 Total Mo 0 0
1 1

6 A 1 Total Mo 0 0
1 1

6 U 1 Total Mo 0 0
1 1

6 0 1 Total Mo 0 0
1 1

6 g 1 Total Mo 0 0
1 1

6 M 1 Toltal 1\/{0 0 0

e Molecule 7 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: FeySy).

SF4

53 FE1
Fe

FE
4':eFEzFe S2

S4
Fe
S1 FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 | B 1 foral 1o 2 0 0
7 B 1 Togtal ie i 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 B | Togtal Ff i 0 0
7 | D 1 T";al Fj i 0 0
7 D 1 Togtal Ff i 0 0
7 D 1 Togtal ie i 0 0
7 F 1 Togal Ff i 0 0
7 F 1 Togtal Ff i 0 0
7 F 1 Togal Ff i 0 0
7 H 1 Togal Fj i 0 0
7 H 1 Togal Ff i 0 0
7 H 1 TOStal Ff i 0 0
7 ] 1 Togal ie i 0 0
7 ] 1 Togal P;f i 0 0
7 ] 1 Togal Ff 2 0 0
7 L 1 Togal Ff 2 0 0
7 L 1 Togal Ff 2 0 0
7 L 1 Togal ljf i 0 0
7 N 1 Togal ij i 0 0
7 N 1 T°8ta1 ij i 0 0
7 N 1 T°8ta1 P:f i 0 0
7 p 1 TOStal ij i 0 0
7 p | TOStal Ff i 0 0

Continued on next page...



Page 12

Full wwPDB X-ray Structure Validation Report

4V4C

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 p | Togtal Ff i 0 0
7| R 1 T";al Fj i 0 0
7 | R 1 Togtal Ff i 0 0
7| R 1 Togal Ff i 0 0
7 T 1 Togal Ff i 0 0
7 T 1 Togtal Ff i 0 0
7 T 1 Togal Ff i 0 0
7| v 1 Togal Ff i 0 0
7| v 1 Togal Ff i 0 0
7 v 1 Togal ie i 0 0
7 X 1 TOStal ]16 2 0 0
7 X 1 Togtal Pf 2 0 0
7 X 1 Togal Ff 2 0 0
e Molecule 8 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 A 688 Iéoggl 628 0 0
8 B 167 Tlog;d 1(6)7 0 0
8 C 684 T(),Ogjl 624 0 0
8 D 167 ng;‘l 1(6)7 0 0
8 E 684 Tg’;jl 6(334 0 0
8 F 167 Tlog?I 1(6)7 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 a 639 Tg;gl 629 0 0
8 H 162 Tlog;‘l 1((?2 0 0
8 I 675 T6°7t5a1 6(7)5 0 0
8 ] 170 Tlo;(?l 1(7)0 0 0
8 K 634 Tgf 6(‘3 \ 0 0
8 L 168 Tloggl 128 0 0
8 M 683 nggl 623 0 0
8 N 163 Tloggl 123 0 0
8 0 679 1;30;51 6?9 0 0
8 P 163 Eoggl 123 0 0
8 Q 692 T;sogt; 1 682 0 0
8 R 166 Tioggl 1(26 0 0
8 S 675 ngl 6(7)5 0 0
8 T 159 Tl";gl 1(5)9 0 0
8 U 667 ng;‘l 6(;7 0 0
8 \% 163 Tloggl 1(6)3 0 0
8 W 677 TGO;?I 6(7)7 0 0
8 X 165 Tloggl 1(6)5 0 0
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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.

e Molecule 1: Pyrogallol hydroxytransferase large subunit

3 Residue-property plots (i)
Chain A:

Note EDS was not executed.

Page 14

TITM

C¢ITI
7114

S0Td
00TT
964
84
84
L.d
9.1

7L

98)

€9d

[47:

vicd
TICH

7021

66TA

1673

TCTA

6110

L1TV

0LEN
99€M
79€1
C9EH
09€Y
9G€D
feision]
vSeEM
feicion)
2s€ed
LYEY
vvel
oTeN
S0€Q
To€d
962N

T6TA
T6cd

18¢s

[4:14.

CTLTH

692D

S92S

c9TH

pAsIAc

€92N
CSTH

0S82d
672

secy
9T
§seeI
j£44)]
(q4cs

8120

€674
145528

06¥I
687

(42128
9.%b
8974
4siv]

1974
09731

85%D
LSV

€9¥d
2SPI

6EVT

LEYS

veEYd
€EVd

9T
SThY

124720

6071

SOPY
49728

20%d

00%&

S6€T

L

16€D

68EL

L8EM

18E%

6LEN
8.L€D
LL€D

€LE7T

S0SL

T0ST

86%D

967X
S6%)

LELd

veLn

0E€LA

veLs
€CLH

12L0

61,3

9T.d

ETLL

TTLH
80,4

00,3
6694

LBIN
9693
S6971
L8931
[4:E1]
9L9A
0.L9d
L99a

099D

LG94

i
Ll

L79N

SYIN

6€9K

€94
£€94

0€9L
6C9H

€291
[44°) )

*

698L

LS8N

SG8NH

Ll

SE8Y

9281
S¢8d

€2¢8K
9188

0180

808D

S08A
%080

7081

P6.LN

9LLS
CTLIN

9GLA

e Molecule 1: Pyrogallol hydroxytransferase large subunit

Chain C:

PSLN
€SLA

0S.L%

EVLIN

8ELH

S6€7T

€6EN

16€D

68€L
88€S
L8EM
T8€ex
8.LED
€LET

¥9€1

C9EH

09eV

9G€D

RLDWIDE

vsen
€G€D
[4c]°0]
LyEY
LTEN
ceed

LTEL
91€eN

962N

08TA

8.C1
LLTV

vL21

692D

39928

£9CM

LS2Y

€GCN
CTSTH

9CTA
§gecI
¥ced

0
PROTEIN DATA BANK

] g ] =

W


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

Full wwPDB X-ray Structure Validation Report 4V4C

Page 15

€TSA

T2sd

174578
ETSH

0TSA

80SN
L0SL
908V
G0SL

TOST

(=3 N MW o ©
=38553888%
= == > ©

8LVH

L9%D
9973

[4si4]

€Sbd
¢SPI

9%VH

YEVd
€€V

Levd
9TV

{4472

1

8TFV

60VI
80%D

90va

00%&

0€9L

12148

929d
ST

8790

2524

0T9%

S09W

€094

0091

869)

LS
6€Ld
8€LH
LELd

TELN

CTELT

0€LX
6T.LY

92LT
S2Ld
veLs
€CLH

0zLs
61,3

9T.d
90,3
70LI
T0LD
00,3
6693

9693
9691

8.9
5290
699D
199a

€99)
2994

1594
959M

7991

0893
6793

9%9d
7voa
€¥9d
cvon

€€93

LS8N

SS8I
758D
€580

8¥%8I
L¥8K

6€81

§28d

€C8A

6188

vi8h
018d

084
9081

7080
£08Y

T081

161D

V6LN

06.I

78LI
€8.D

08.3

69LA

L9LK

LS.1
9GLA

YSLN
€SLA

0S.)

8¥.LQ

Yv.LH
EVLR

S.8&

TLBA

0480

998%

798I

6G8L

Pyrogallol hydroxytransferase large subunit

e Molecule 1
Chain E

-

0TI

9114

TITM

¢ITI
T1Td

S0Td
vota

00TT

4729

LEA

8T
L2d

Tex

STd

+

€10

6N

89¢CI
6SCA
85CT
L52d
€92N
TSTH
TSCH
0s2d

B6ETA

812d

TICH

00za

1674

L8TM

T8TM

3

9LTM

v.L1a
€L1d
CTLIN
0L1a

9974
S9TD

C9IN

LSTX

€5TY

574908

YV TH

(47455

7eTd

L2748

SCTI

STPN

[q574¢8

007X

S6€T
v6ed

06€L
68EL

L8EM

T8e%

8.LED

9LEN

€LET

69€D

C9EH

09€Y

8G€D

9g8€d

€9€D
Tsed

(572°0]

9veT

B6EEM
8€ed

LZEN

448

ceed

el

coed

962N

T6TA
T6cd

88CA

LS4

vvSL
£%50

T%Sd

905V
S0SL

€051

T0ST

667d

96VA

v6vM

08%A
9.7%0
89%4

z9%h
1974

€8%d
[4ci48
TSvA

6EVT

LEVS

L2vd
9TV

S.90
0.L9d

1,990

S991

859V
1594

S594

8794

SYIN

€%9d
TYon

€€93

TE9M
0€9L

929d
STON

8T9d
4193

vI9v

0193

8093
L09S

985S
$85d

2¢8Sd
9.8b
L9971

998b
S9SA

Pyrogallol hydroxytransferase large subunit

€980

T9SI
0984

LSS0
9GSN

LS
€559

|
9281
S28d

€C8K

8080

9081
S08A
080

T081
008I

161D
96,4

98.LN
8.4

9LLS
SLLN

0LLM
€GLX
0G.%
EVLN
8ELH
120
0TLS
61,3
LTLY
4778
80,4
6691
9691
€69L
1,893

(4]

0899

8.L94
L1190

S.8X

€184
CTL8A

0480

9983

65981

LS8N

e Molecule 1
Chain G

SS98N

¥¥8d

6€81

SE8Y

Tesy

(4358

80Ta

S0Td

€0TD

S.d
7L

69N

89S
L9

42"

6EY

2ea

€10

018

TH

€ecI

9TTA

66TA

1673

€611

L8TM

9LTM

S.L1S

v.1Q

89TA

9914
S91D

29IN
LSTX
YSTH
€574
CSTA
6VIN

VTN

474358

{47455

O%TL

veTd

(4498

8TTL

v

T8€Y%

8.LED

€LET

Y9€1

CT9EH

09eY

98TV

€5CN

TSCH

9gTh

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Full wwPDB X-ray Structure Validation Report 4V4C

Page 16

€730

T¥Sd

T1%D

S0PV
149728

v6ed

2091

00971
TLSH
L9ST

9950
G9SK

€950

T9SI
095X

893S
188D

Ll

TSSI

L¥S3E

SPSN
PSSl

m“w>
7080
€08V
008I
161D
76.LN
06.LI
98LN
¥8LI
9LL8

LSLI
9SLX&

YSLR
€GLX

0§31
EVLR

evLS
L4

6€Ld
8ELH

9€LS
SELT
YELN
0€LX
9CTLT
cTLa
T2Ld
0zLs
61,3
LILY
80.LY

0023
6694

969
S6971

189

L1190

S.L8X%

TL8A

0480

6581

LS8N

Pyrogallol hydroxytransferase large subunit

SG8NH

§28d

€T8A

e Molecule 1

Chain I

T8V

8184

vi8n

6081

[44%

0%TL

8ETT

YETd

8CTI

YTIM

CITI
TITH

S0Td

0071

964

760

1,8d

S84

28y
83

LLd
9LT
S.4
¥L1

€9eN
6%2a
Lved
6ETA
82TH
praa
9TTK
ja&)

02cd

0 2] M 0 )
~ B H o =

812d

¥1cd

TICH

20TT

1674
96Td

€6TT
26Td

6814

9LTM
S.L18
ZAx

69TV

L9TL
9974
S91D

€9TH
C9TN

65TY

LSTA
YSTH
€5TY
CSTA
9V

YYTH
EVIS

S6€T

1

68€L

L8EM

8.LeD

95€d
GSED

€5€D
csed
TSET

6%ED

LYEY
9%eT

6EEM

coed

962N

T6TA

18tS

78T

Z8TM

082k

692D
8921

9928
29Ty
6SCA

85TT
L52d

GSCL

7457
€TSH
(458
0TSX

€0S1

TOST

9674

vevM
£6vd
{43570

06%I

€8%d
28V

0874

8LVH

9,70

z9%h
1974
0973

89¥%D

€5¥d
[4sias
TSTY

677Y

6EVT

LEYS

€EV

14774

124720

viva

80¥D
LO¥D

S0PV
149728

20vd

TS9L
8%94
9%9d
SPON
7voa
€94
629N

929d
ST

€29L
0294
619X
8190
4524
0T9%
SO9N
2091
08SI
1991

9950
G984

€950
29Sd

09SA

85SS
LSS0

7554

YyeL
£%30

Tvad
0%ST

8CSM
5zsb

€TSA

T2sd

SLLN
YLLA

0LLM
69LK

L9LK
7924
894
SGLN
€GLK
0§31
SPLL
Yv.LH
EVLN
(42X

9€LS
SELT

0E€LK

veLS

[aah's
61,4
9T.d
80,4
6693
G691
1893
8.L94
S.90
0.,9d
199a
7990
1,594

S594
7591

S.8&

CTL8A

0480

998%

298A

6581

SG8H

€980

LY8K

S28d

€C8K

618S

L

Pyrogallol hydroxytransferase large subunit

018d
9081
S08A
7080

1087
0081

L6.LD

P6.LN

9LLS

e Molecule 1
Chain K

-

veTd
0zTI
911d
S0Td
00TT
€6d
1,8d
984
9LT
.4
Pl
69N
89S
L9
994
€91
Tod
9G4
¥9d
€9d

1429

0vd
6EV

sea

zea

8CTH

921

zea
e

T4

€TD

118

6N

812d

vicd

TICH

9021

T021

96Td

T6TM

9LTM
S.L18
v.1a
69TV

9974
S91D

LSTA

GSTS

€5TY

LYTA
5490

YYTH

0vTL

8ETT

9TV

cTvd
114728

viva

T1%D

60%I

20%d

0074
S6€T
v6ed
€6EA
68€L
L8EM
T8€%
8.LED

€9€D
C9EH

-5 e BB 3
) M m o
() Om<

[4sion)]
LYEV
8€ed
sces

TCEV
ozeM

91€eN

TTel
oTex

S0€a
962N
T6cd

LLTV

9GSN

5S4

Szsb

€CSA

T2sd

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Full wwPDB X-ray Structure Validation Report 4V4C

Page 17

00,3
6693

969%
S691

7891

9.L9A

699D

999d

S08A
%080

7081
L6.LD
T6.LN
06.LI

98.LN

¥8L1

8.4

0LLM
69L&

L9LK

LSLI
9S5LXK

€GLK

0S.L)

8%.La
L9LD

EYLW

0.4

8€LH
LELd

SELT

0€LX
6T.LY

§¢Ld
veLs
€CLH
ceL
T2Lh
0zLs
6TLH

LTLY
9T.d

S0.Q

T0LD

S.L8A

€184
698D
198M
98I
6581
838N
LS8N
SS8N

€580
58y

6¥%8S

Pyrogallol hydroxytransferase large subunit

L¥8K

9€8D

Te8
0€8D

§28d

€C8X
T8N

0280

e Molecule 1
Chain M

8184

¥eTd
TCTA

8TTL
LITV

YTIM

CITI
TITH

S0Td

00TT

994

L52d
€5CN
6%ca
6ETH
0€TT

Leey
9CTA

81cd
TICH

1021
00za

1673
961d

€6TT

9LTM
SLTS
vLi1aQ
€L1d

69TV

L9TL
9914
S91D

29N
LSTX
YSTH
€9TY
CSTA

LyTM
9V T

YYTH

(445

0%TL

8ETT

6EFT

LEVS

€EVL

oTvd
11478

80%D

SOy
4972

20%d

00%&

v6ed
€6EN

16€d

88€S
L8€EM

€LET

09€V

98€D

€9€D
[4sioh)

6%ED

Lyev

LZEN

oeed

61€d

962N

Teca

88CA

¥8eH

08T

S9¢s

€950

T9SI
095X

85958

06%I

8LVH

9.7
89%4

[4s34]
T9%4

€Sbd
2¢SPI
TS¥Y

6v7d

L89%
8.L94
L1190
9.L9A
S.90
0.L9d

199Q

G991

€993

1994
9991

059%
(G408
8¥94
LYON

SPON

€€93

TEOM
0€9L

oy
6194
8190
1199
(5°):8
SO9N
2091

S6ST

T6SI
T6Sd

L8SH
9838
§893
28S9d
9250
TLSH
L9ST

9950
S9SK

T8V

8184

0180

7080

76.LN

06.LI

¥8LI

8.4

69L&

L9LK
9GLK
€GLK
SYLL
EYLN

8ELH
LeLd

0E€LA
9CTLT
S¢Ld
vTLS

0zLs
61,3

LTLY
TTLW

80.LY4
LOLH

T0LD
00,3
6694
8694

969
S6971

T691

L

TL8A

Pyrogallol hydroxytransferase large subunit

0480
c98A
6581
858N
LS8N
SG8IH
798D
€580

8%81

6€81

£E8Y

9281
S¢8d

€C8K

e Molecule 1
Chain O

YeTd
(449
611d
111
L0TS
S0Td
voTa
€0TD
0071

964

831

9.1
S.d
vL1

69
89S
193
994

STd

692D

€9TM
(4148

1524

€92N
TSTH

6%2a

9974

LEVS

i

SThe

S6€T

1

68EL

L8EM

T84

8.LED

9LEN

79€1

C9EH

09€Y
65

9g8€d

[4sion}

LveV

ovey

€2ed

ozemM

LIEL
91eN

962N

88TA
18ts

08CTA

8.TI
LLTY

v.L21

85SS
LSS0
95SN

7554
€559

8¥SY
LyS3T

SPSN
YyeL
£%30

Tvad
0%ST

veqd
€ESA

92ss
5zsb

€TSA

T2sd

4578

[45°):8

908V
S0SL

€0SL

T0ST

867D

9674

vevM

06%1

6893
€891
€99

1894
959M

TS9L
6793
{472\
£€94

TEOM
0€9L

ST
[44°) 4
0294
619X
8190
4193
vI9Y
0193
SO9W

€093
2091

665
L6SY
T6SI

889S
L8SH

9,50

220D G S
0 W WO W 0 0 9
> HaA A =4 ~

RLDWIDE

0
PROTEIN DATA BANK

W

] g ] =



Full wwPDB X-ray Structure Validation Report 4V4C

Page 18

i45°78

1083
908L
S08A
080
€08V

T087T

161D

T6.LN

06.1

3

78LI

8.4

0LLM
69LA

L9LK

YSLN
€GLK

08.LY%

Yv.LH
EVLN

8€LH
LgLd

TELN

Pyrogallol hydroxytransferase large subunit

CTELT

0€LX

0zLs
6T,

LTLY

STLA

80,4
LO0LH

00,3
6693

969%
S6971

GL8X

€184
TL8K

0480

7981

T98A

6981
858N
LS8N

SGS8N

€580

L¥8K

6€81

SE8Y

e
0€8d

9281
S28d

€T8X

618S

9188

e Molecule 1
Chain Q

TITM

(4358
T11d

80Ta

S0Td

€0TD

3

66D

964

83

8LA

S.4
¥L1

69N

994
S99

6G1
LSL
9G)
it
L7d
14729

0%d
6EV

Sea

TEW

8T

e

JAXS

{4
(44

812a

v1cd

TTCH

602V

T0zT

Le1d
961d

€611

6874

474358

(47455

8ETT

veTd

TCTA

611Q

L1TV

20vd
T0%d
00%X&

S6€T
v6ed

68EL
L8EM
T8eY
8L€D
€LET
CT9EH
T9€s
09ev
95€D
ision]
7SEM
{4150}
LYEV
9%eT
1498
6EEM
61€d
962N

T6TA
T6cd

692D

S92S

€92M

1524

0§ed

LyTd

el

€€eTI

82TH

Szsb

€CSA

1254

61571

174578

€051

TO0ST

867D

9674

vevM

06%I

08%A

8LVH

9,70
8974

[4s34]
Tovd

85¥%D
vSva
€8¥d
2SPI
TSPH

6EVT

LEYS
9€¥d

€EVd
Levd

9THN
Sevd

60VI
80%D

S0PV
149728

6C9N

929d
ST

[44°) 4
619X
8790
1193
vI9v
0T9%
SO9N

€098

€SLR
0523
EVLH
8ELH
GELT
9zL1
€TLH
Tz
120
0zLS

LTLY
9T.d

TTLW
80,4
T0LD

6694
8694

96971
1691
L8931

[4:=1]
7891

8.L94
S.90
0.L9d
1990
€99

1994
999M

7991
0594

veod
£€94

TE9M
0€91

TL8A
TL8%
0480

6581

LG8N

Pyrogallol hydroxytransferase large subunit

SG8IH
81
ge8yd

9281
S¢8d

€284
8184
o18d

S08A
08b

T081
008I

P6.LN

9LLS
0LLM

LSLT

e Molecule 1
Chain S

TEW

6CL

secy

Tees

82TH

§eeI

812a

v1cd

TIZH

L6714
961d

YSTH

CTSTA

4908

YYT1H

(445

0vTL

8ETT

YETd

CETX

SCTI

TCTA
0ZTI

9113

TIIM

cITI
1114

€LET
C9EH
T9€s
09eY
65€Y
9G€D
vSeEM
€G€D
[4c°0)]
67€D
LYEY
geed
ceel
8ced
TCEY
91€eN
oTeN
LOEA

S0€Q

€0EM
Toed
T6cd

8.C1
LLTV

j2X4)
CTLTH

692D
89CI

£9CM
LSTy

€9CN
CTSTH

0S82d
6%2a

687

8L¥VH

LSYH

€G%d
[4°)748

9€%d

vevd

Levd
9TV

134728

viva

6071
80%D

00%A

86€d

96€d
S6€T

68€L

L8EM

T8€%

LL€D

9%9d
¥voa
€€94
0€9L
SCON
0294

6194
8190

919D

vrov

0194

i

093
00971

L8SH
98SS

9.8b

9950
G954

€980
294d
T9SI

L6.LD

P6.LN

€810

CLLR

0LLM

€GLK

0813

¥¥.LH
EVLN

8ELH

SELT

0ELA

8CLA

S¢Ld

0Z.LS

LTLY
80.4
¥0LI
T0LD
00,3
6694

969
S6971

8.L94

1990

S99L

€993

9G9M

TS9L

8794

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Full wwPDB X-ray Structure Validation Report 4V4C

Page 19

G.L8K

TL8%
0.48a

92983
658L
858N
LS8N
S8
05831
S8

078N
6€81

G28d

€C8A

618S

8080

080

7081

Pyrogallol hydroxytransferase large subunit

e Molecule 1
Chain U

801a
LOTS

S0Td
701a

[491%’}

0071
66D

964

18d

S84

(4!
81
08I

8LA
LLd
9.1
S.d
7L
€La

69
89S

994

LT4

STd
45
€10

118

™

6€TH

¥Ted

€¢TSs

812da

vicd

TTZH

1021

L6734
961d

281D

3

9LTM
S.L1S
vL10Q

TLTH

69TV

9974
991D

C9TIN

LSTA

¥STH
€5TH

+

9VTH

s

(445

07Tl

8ETT
veTd
vcra
PIIM
CITI

1345

68€L

L8EM

S9€d
79€1

C9€H
T9€S
09€VY
6G€Y
8G€D

9g€d
eion]
73eEM
£9€D
csed
67€D
LYEV
LTEA
ceed
9TEN
TI€L
80€T

coed
Toed

962N
T6cd
¥8ex
LLTV
692D
8921
1,924
35928
€921
PASA:S
£GZN
CSTH
TSCH

6%ca

86%D

9674

6N
0671

€8%d
[£2129

8LYVH

9L¥b
SLVH

TL%D
L9%D

454}
T9%4

LS¥H
vsva
€S¥d
[4cian
TGPY
6€7T
LEWS

Yevd
€EVL

8Tva
L2v4
j7473)
1247}
LTI9Y
14578
80%D

20¥%d
T0%4

S6€T
v6ed
€6EN

06€L

0T9%
SO9W
2091
L8SH
28Sd
08SI

LLSY
9250

TLSH
L9ST

9950
S95A

€950

N~ oo oo
EEL D O © ©
) O O O O
O wno>H

¥994

0§90
6731
8734
LySE

Sl
igen)
THSY
TH9d
gegd
vead
£ESA
0esH
1281
9zas
szsb
1254
HT1GA

€0SL

TOST

0€LA
6T.LY

12Ld

61,3

LILY

TTLH

80.LY4

00,3
6693

969%
S69T

T69I

9.L9A

199a

€99%

1994
999M

9%9d

9o
€%9d
Tvon
B6E9X
€€93

0€9L

8T9K

929d
STOW

{442

0294
619K
8190

9190

€191

858N
LS8N
958V

€8.D

CTLLR
TLLI

LSLI
9GLK

€GLK
0S§.Y
L9LD
SYLL
Yv.LH
EVLN
LELD

SELT
YELN

S.L8X%

998)

298A

6581

Pyrogallol hydroxytransferase large subunit

e Molecule 1

Chain W
Is'%l&

S0Td
701

[40)9:5

0071

8T

L14

STd

€1
CTL

612d
812a

v1cd

[aran

€5€D
csed

Lvev

TveEN

LEEY

EEEY

Teed

8ced

eced

962N

T6cd

CLTH

0.2L

8921

G928

€2TS
(4448

06%I
687

iciad
8.LVH

8974
L9%D

i)
T9%4

asict
€8vd
{4148
TSPA
Eiad]
6EVT
7eVd
€€V
CEVL

praLs
9TV

114720

0T%s
6071

20%d
To%d
00%X&
S6€T
v6ed
€6EN
68EL
L8EM
T8€eY
8L€D
€LET
69€D
C9EH
T9€S
09eY
65€Y

95€D

9250
TLSH

8950

9950
G9SA

€950
295d
T9SI
095X
189D
¥954

L¥S3

SPSN
7PSL
€%50

T%Sd

7€Sd
€ESA

0€5H

SzSb

€CSA

T2sd

VLS
€CLH

120
0T.Ls
61,3
LTLY
TTLH
Y0LI
T0LD
00,3
6694

9693
S6971

T691
1,990
S991
1594
8%94
LYON
9%9d
SYON
779a
TY9A
£€93
0€9L

929d
ST

[44°) §

6194
8190

vI9Y
0193
8093
SO9N
2091

08SI

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Full wwPDB X-ray Structure Validation Report 4V4C

Page 20

1083
908L

080
€08V

7081
0081

161D

76.LN

06.1

t

€8LD

SLLN

€LY
CTLLN

0LLM

894

99.a
Y9.LA
€9.,4

19,4

LSLI

GSLN

€5LK

SgLd

=VA) S

99831

298A

63981

LS8N
958V
GS8N

Pyrogallol hydroxytransferase small subunit

€580

L¥8K

T¥8T1

6€81

ge8y

9281

6188

9188

7i8A

0780
60871

e Molecule 2
Chain B

80T.L

9071
SO0T1
vora

0 © N~ ©
0 © OV O
A A

€94

09a

© o
0 0
II“ =

9GA
€94
9T
E€VH

ovd
6EN

8cd

sca

€20
[443)

mm_ o
0 @
> a >

4o

91CA

€1ey

0124

€021

Tocy

68T

781d

C8T.L

08TT

8.L1d
LLTH

SLTA

0L74

89TA

99T

YOI

89T

+

2198

6710

LYTH
9TV

€VTd
(47451

8CTH

44

8T11d

9TTM

TITH

(435

601D

6921
892a

092A

PAAS)

LYCA

1708

ceed
Tecd

8gcd

€22

1443

e Molecule 2

Chain D

61CS

Pyrogallol hydroxytransferase small subunit

LL

9.0
S.d

B6EW

O 0
N o0 [e]
A = A~

j£4)
€20
(443

8TIN

6d

LA

SA
128

LLTY

0.7

89TA

991X

P9I

8STA

feishice

€STA

6%10

3

i

8CTW

921D
ST
2T

8114
LTIN
9TTM
YITIR

0TTd

80TL

90TT

vo1d

007X

96d

761

T6A
T6I
069D

.1

6921
892a

9GCA

vSTH

Pyrogallol hydroxytransferase small subunit

[NI)
NN
.-II-+IIIIIL’O

TSev

Tecd

elqacs

€12V

0t12d
602D

021
€021

Tocv
S8TH
781d
€8TX
28TL

0871

e Molecule 2
Chain F

PITNH

601D
80TL

9071

vora

863

s6ed
61
€61
(4

-II-r--v
Q o
o~ =]

Il
~
=

@ o
© ~
== II

89D

0 ©
© ©
D‘[—‘I

€94

® 0~
0 ©© ©
o= H

9G4

i)

ovd
6EW

441

6d

SA

N
I>‘

4c

91CA

012d

€0CI

To2V

66TA

681X

98TY
¥8Td

ida 4

€¥Td
CYIN

0¥Td
BETY

CETT

8CTH

€TTY
(4498

8174

9TTM

69271
892a

092A

PAsIAY

¢sea
Tgey

LYTA

1798

PR

Te€2d

62CL

fraac

Pyrogallol hydroxytransferase small subunit

e Molecule 2
Chain H

S6a

(47N
161

680

184

S.d

[k

69N
890
19d
99L
S9d

€94

79I
09a
6SN
854

9GA

€94
[4sics

700
STM

DO
[ IS
=om

=)
(3]
=)

8cd
LCTH
9zd

€20
{443

8IN

i-

oo
A >

€8T
2811

6.74

LLTH

8VIN

VIV

R L DWIDE

i44%
€¥1d
CYIN
157458
0%1d
6ETY

CETT

3

8TIN

€CTV

8114

9TTM

YT

(435

601D
80T.L

9071

7013

(4015}

8634

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V4C

Page 21

892a

1528

15144

6%C1

LvTh

8€Ta

SeTd

Teed

j4%0'8
€12V

Pyrogallol hydroxytransferase small subunit

T12d
0124
602D

021
€021

Togv

86TA

e Molecule 2

Chain J

961X

781d

(43 5]

607D
80TL

9071
SO0T1
vo1a

o
=}
&

26A
T61

680

EI

690
890
19d
991
S9d

€94

191

STM

€VH

0€TN

€eed

91CA

115414

TTca
0124

%021
€021

10TV

86T

06TN
6814

781d

2811

8.L1d
LLTH

0L1d

89TA

9913

PITH

8GTH
LST1

6710

VTV

iadxt
€¥1d
CYIH

TETH

8TTN

i741)]

8114

v.L2T

892a

09zZA

PA(AS)
9GCA

Tgey

LYTA

SYCA

8€cda

Secd

ceed
Tecd

Pyrogallol hydroxytransferase small subunit

e Molecule 2

Chain L

L84

78A

LLA
9.0
S.d

OLH
691
89D

S9d
794
€94

8TIN

+

OTA

128

2914

09TL
6STL
8STA

1

671D

ida 4

€¥1d
CYIN

LETS

SETa

TETH

€CTV

LTIN
9TTM
STTX
TITH

(435}

0TTd
601D
80TL

9011
SO0TT

€01

.21
LT

892a

P[4

jsta
€52D

TSevV

LvTh

8€2a

Teed

8¢ed

orddcy

j144:]

81T

Pyrogallol hydroxytransferase small subunit

912A

€12V

€021

86TA

S8TY

e Molecule 2
Chain N

T6A

78A

LLA

0 ©
N~
(S}

0LH
69
890
1,9d

S99d

€94

79I

6GN
894
LS8d

0TA
6d

SA
129

4cs

L02d

86TA

06TN
6814

S8TYH
781d

Z8TL

8.L1d
LLTH
9LTI
SLTA

0L1d

89TA

99TH

Yot

8GTH

*

6%10

a4

€v1d
CYIH

6210
8CTH

€¢IV
[449

8114

PIIH

601D
80T.L

90TT

vora

96d

761

v.L2T

89za

PAS(AS)

vSen

0sza

LYyCA

8€ca

Tecd

€TTY

1124
0124

Pyrogallol hydroxytransferase small subunit

e Molecule 2
Chain P

680
884
L84

78A

894
9G4k

4=
T84

9PN

ovd
6EN

621

LTH

441
€20
[44))

8TIN
LIN
910

S8TY
781d

2¢8TL

0L73

89TA

991X

YT

€CTV
(4498

8114

9TTM

YITH

(435}

601D
80TL

9011

votd

6921
892a

PASIAY

1o

2¢sea

LvTh

6ETY
8€2a

€€
zeed
Teed
0€TN

veehn
pqacs

11443

61CS

L1271
912A

€12V

0124

S0CA

€021

Tocv

86TA

1611

681X

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Full wwPDB X-ray Structure Validation Report 4V4C

Page 22

Pyrogallol hydroxytransferase small subunit

e Molecule 2
Chain R

8T1d

9TTM

22308

601D
80TL

9071

vora

(4

el

o O
<K&
==

890
L9d
99L
S9d

€94

191

63N
894

9GA

Eiz)

€VH

ovd
6EW

8cd

felac

Yo
€20
[443)

8TN

N
|5} >

0.2D

892a

¥sexa

15144

8€ca

TeCd

%44

0t1cd

L02d

€021

86TA

78Td

28TL

8.Td
LLTH

TL1d
0,13

89TA
L9TH
9913

YOI
0971
6GTL
85TA
LSTT
6710

9YTV

€v1d
(47491

621D
8TTH

€TTY
[449

v.21

Pyrogallol hydroxytransferase small subunit

e Molecule 2
Chain T

™
(=

0LH
69

19d
99L

794
€94

191

B6SN
894
L5d
{4

6vd

o omms ©

o & < <

= o ~ =
B mB S350 8m
RUEEREER b
A < AN =AM <

D
N
=

© .
N
A

N M
[N
(L)

0
=
=

o
~ o = ..iIIII
II:> o II g

KL
> >

9LTI
SLIA

0L13

2333 mS
R = =1
XEBBA X

eishice

€STA

671D

8CTTW

921D

iz41]
€CTV

8114
LTIN
9TTM

PIIH
E€TTA

601D
80TL

9011
SO0TT
vot1d

T6A
161

N~ 0 D
0 00 0
II‘: =e II

VLT

6921
892a

09zA

LSTS
9GCA

[0

2sea

LYCA

8eed
Legd

veca

Tecd

L1271

6020

7021
€021

T0CY

66TA
86TA

9814
781d

e Molecule 2
Chain V

Il.-ln e
> H

28TL

6.73
8.L1d
LLTY

Pyrogallol hydroxytransferase small subunit

© ]
- ]
II=z IIIIII(J IIII*I

OLH
690
890

99L

2L

€94
[ean

8cd

910
STd

@
a

LSTT

€STA

6710

LYTH
9TV

€¥Td
(47431

0%1d

€TTY
(449

8114
LTIN
9TTM

YT

(435

0TTd
601D
80TL

9071

7013

{4015}

¥.L21

892a

9GZA

vSexa

TSV

€ETH

Tecd

62CL
8gcd

€22

Pyrogallol hydroxytransferase small subunit

144

812A

€1ey

0124
602D

S0CA
7021
€02I
9613
CBTA
6814

S8TYH
78Td

e Molecule 2
Chain X

€9y
s
TSy

6%d

izl

42!

9zd
Sea
44l
€20
[443)

8TIN

910
ST1d

OTA

9011
SOTT

Tsev

LvTh
ovTL

9€TH

€ETH

Te€cd

62Tl
8¢cd

1144

V9T

197d
09TL
6STL
8T

L

128

2814

6¥%10

6921
892a

LSTS

S

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Page 23 Full wwPDB X-ray Structure Validation Report 4V4C

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section will therefore be incomplete.

Property Value Source
Space group P1 Depositor
Cell constants 174.02A  179.64A 181.22A .
Depositor
a, b, ¢, a, B,y 63.69° 63.98° 64.90°
Resolution (A) 2498 - 2.35 Depositor
/ Data completeness 86.0 (24.98-2.35) Depositor
(in resolution range)
Rinerge 0.13 Depositor
Roym 0.13 Depositor
Refinement program CNS 1.1 Depositor
R, Ryree 0.198 , 0.254 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 122057 wwPDB-VP
Average B, all atoms (A?) 33.0 wwPDB-VP
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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:

AMO, SF4, ACT, CA, MGD

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 | py/q7 #|Z| >5 RMSZ #|Z| >5
1 A 0.36 0/7240 0.63 3/9815 (0.0%)
1 C 0.34 0/7240 0.61 2/9815 (0.0%)
1 E 0.34 0/7240 0.62 2/9815 (0.0%)
1 G 0.35 0/7240 0.62 3/9815 (0.0%)
1 | 0.35 0/7240 0.62 3/9815 (0.0%)
1 K 0.36 0/7240 0.62 3/9815 (0.0%)
1 M 0.36 0/7240 0.63 3/9815 (0.0%)
1 O 0.34 0/7240 0.62 4/9815 (0.0%)
1 Q 0.35 0/7240 0.62 3/9815 (0.0%)
1 S 0.34 0/7240 0.61 1/9815 (0.0%)
1 U 0.35 0/7240 0.60 1/9815 (0.0%)
1 W 0.33 0/7240 0.59 3/9815 (0.0%)
2 B 0.45 2/2231 (0.1%) 0.66 2/3009 (0.1%)
2 D 0.38 1/2231 (0.0%) 0.60 1/3009 (0.0%)
2 F 0.44 3/2231 (0.1%) 0.63 1/3009 (0.0%)
2 H 0.43 2/2231 (0.1%) 0.64 1/3009 (0.0%)
2 J 0.44 3/2231 (0.1%) 0.65 2/3009 (0.1%)
2 L 0.40 1/2231 (0.0%) 0.61 1/3009 (0.0%)
2 N 0.47 3/2231 (0.1%) 0.66 2/3009 (0.1%)
2 P 0.40 2/2231 (0.1%) 0.61 1/3009 (0.0%)
2 R 0.44 2/2231 (0.1%) 0.66 2/3009 (0.1%)
2 T 0.37 0/2231 0.59 1/3009 (0.0%)
2 \Y 0.40 1/2231 (0.0%) 0.61 2/3009 (0.1%)
2 X 0.35 0/2231 0.58 1/3009 (0.0%)
All All 0.36 | 20/113652 (0.0%) | 0.62 | 48/153888 (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.
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Mol

Chain

#Chirality outliers

#Planarity outliers

M

0

1

All (20) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 N 19 CYS | CB-SG | -8.91 1.67 1.82
2 R 19 CYS | CB-SG | -7.56 1.69 1.82
2 B 19 CYS | CB-SG | -7.37 1.69 1.82
2 H 19 CYS | CB-SG | -7.23 1.70 1.82
2 F 19 CYS | CB-SG | -6.99 1.70 1.82
2 L 19 CYS | CB-SG | -6.81 1.70 1.82
2 N 126 | CYS | CB-SG | -6.80 1.70 1.82
2 \% 19 CYS | CB-SG | -6.51 1.71 1.82
2 B 126 | CYS | CB-SG | -6.42 1.71 1.82
2 F 126 | CYS | CB-SG | -6.17 1.71 1.82
2 R 126 | CYS | CB-SG | -6.03 1.72 1.82
2 N 23 CYS | CB-SG | -6.02 1.72 1.82
2 J 126 | CYS | CB-SG | -6.01 1.72 1.82
2 P 19 CYS | CB-SG | -5.75 1.72 1.81
2 P 126 | CYS | CB-SG | -5.65 1.72 1.81
2 H 126 | CYS | CB-SG | -5.58 1.72 1.81
2 J 19 CYS | CB-SG | -5.54 1.72 1.81
2 F 149 | CYS | CB-SG | -5.41 1.73 1.81
2 J 145 | CYS | CB-SG | -5.24 1.73 1.81
2 D 19 CYS | CB-SG | -5.15 1.73 1.81

All (48) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 U 352 | GLY N-CA-C | -8.47 91.94 113.10
1 O 352 | GLY N-CA-C | -8.36 92.21 113.10
1 A 352 | GLY N-CA-C | -8.25 92.48 113.10
1 E 352 | GLY N-CA-C | -8.06 92.94 113.10
1 Q 352 | GLY N-CA-C | -8.01 93.08 113.10
1 W 352 | GLY N-CA-C | -7.93 93.28 113.10
1 M 352 | GLY N-CA-C | -7.92 93.31 113.10
1 K 352 | GLY | N-CA-C |-7.65 93.98 113.10
1 C 352 | GLY N-CA-C | -7.54 94.26 113.10
1 I 352 | GLY N-CA-C | -7.52 94.31 113.10
1 S 352 | GLY N-CA-C | -7.43 94.52 113.10
1 G 352 | GLY N-CA-C | -7.26 94.95 113.10
2 D 13 CYS | CA-CB-SG | -6.91 101.56 114.00
1 G 224 | GLY N-CA-C | -5.99 98.12 113.10

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
2 X 13 | CYS | CA-CB-SG | -5.96 103.27 114.00
1 E 224 | GLY N-CA-C | -5.95 98.23 113.10
2 J 13 | CYS | CA-CB-SG | -5.86 103.46 114.00
2 N 13 | CYS | CA-CB-SG | -5.85 103.48 114.00
2 N 19 | CYS | CB-CA-C | -5.82 98.76 110.40
1 A 224 | GLY N-CA-C | -5.82 98.56 113.10
2 F 13 | CYS | CA-CB-SG | -5.80 103.56 114.00
1 C 224 | GLY N-CA-C | -5.77 98.69 113.10
2 B 19 | CYS | CB-CA-C | -5.76 98.87 110.40
2 \% 13 CYS | CA-CB-SG | -5.72 103.71 114.00
1 M 141 | PRO N-CA-C | -5.69 97.30 112.10
2 H 13 | CYS | CA-CB-SG | -5.66 103.82 114.00
1 M 224 | GLY N-CA-C | -5.55 99.23 113.10
1 Q 224 | GLY N-CA-C | -5.50 99.36 113.10
1 A 141 | PRO N-CA-C -5.49 97.82 112.10
2 R 19 CYS CB-CA-C | -5.45 99.51 110.40
2 B 13 CYS | CA-CB-SG | -5.42 104.24 114.00
1 W 224 | GLY N-CA-C | -5.35 99.73 113.10
2 P 13 | CYS | CA-CB-SG | -5.32 104.42 114.00
2 A% 16 CYS | CA-CB-SG | -5.32 104.43 114.00
2 R 13 CYS | CA-CB-SG | -5.29 104.47 114.00
2 L 19 | CYS | CB-CA-C |-5.27 99.85 110.40
1 O 353 | GLY N-CA-C -5.27 99.91 113.10
1 Q 141 | PRO N-CA-C -5.27 98.41 112.10
1 W 353 | GLY N-CA-C | -5.24 100.00 113.10
2 J 19 CYS CB-CA-C | -5.23 99.94 110.40
1 O 169 | ALA N-CA-C | -5.20 96.95 111.00
2 T 13 CYS | CA-CB-SG | -5.18 104.68 114.00
1 K 224 | GLY N-CA-C -5.17 100.18 113.10
1 I 407 | GLY N-CA-C 5.16 126.00 113.10
1 I 141 | PRO N-CA-C | -5.14 98.75 112.10
1 O 224 | GLY N-CA-C | -5.13 100.27 113.10
1 K 141 | PRO N-CA-C -5.12 98.79 112.10
1 G 141 | PRO N-CA-C -5.11 98.83 112.10

There are no chirality outliers.
All (1) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 M 847 | TYR | Sidechain

sPoDe



Page 27 Full wwPDB X-ray Structure Validation Report 4V4C

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 7018 0 6645 190 0
1 C 7018 0 6645 195 0
1 E 7018 0 6645 163 0
1 G 7018 0 6645 193 0
1 I 7018 0 6645 180 0
1 K 7018 0 6645 193 0
1 M 7018 0 6645 184 0
1 O 7018 0 6645 194 0
1 Q 7018 0 6645 179 0
1 S 7018 0 6645 188 0
1 U 7018 0 6645 228 0
1 W 7018 0 6645 228 0
2 B 2182 0 2077 79 0
2 D 2182 0 2077 90 0
2 F 2182 0 2077 73 0
2 H 2182 0 2077 87 0
2 J 2182 0 2077 80 0
2 L 2182 0 2077 106 0
2 N 2182 0 2077 82 0
2 P 2182 0 2077 102 0
2 R 2182 0 2077 69 0
2 T 2182 0 2077 101 0
2 \% 2182 0 2077 87 0
2 X 2182 0 2077 131 0
3 A 4 0 3 1 0
3 C 4 0 3 3 0
3 E 4 0 3 2 0
3 G 4 0 3 3 0
3 I 4 0 3 3 0
3 K 4 0 3 4 0
3 M 4 0 3 1 0
3 O 4 0 3 2 0
3 Q 4 0 3 1 0
3 S 4 0 3 1 0
3 U 4 0 3 1 0

Continued on next page...
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Symm-Clashes

11

10

10

13
11

H(added) | Clashes

44
44

44
44
44
44
44
44
44

44
44
44

94
94
94
94
94
94
94
94
94
94
94
94

Chain | Non-H | H(model)

Mol
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Symm-Clashes

18

18

21

17

20

25
10
16

22

19

22

26

27
Continued on next page...

H(added) | Clashes

24
24
24
24
24
24
24
24
24
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163
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
8 X 165 0 0 12 0
All All 122057 0 105228 3317 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 15.

All (3317) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:K:426:MET:HE1 1:K:618:GLN:HG2 1.33 1.10
1:U:426:MET:HE1 1:U:618:GLN:HG2 1.30 1.10

2:1:19:CYS:HB3 2:1:145:CYS:HB3 1.19 1.09
2:T:19:CYS:HB3 2:T:145:CYS:HB3 1.37 1.03
1:U:753: TYR:HB3 2:V:24:MET:HE3 1.36 1.03
2:N:2:GLU:HG2 2:N:158:LYS:HG2 1.40 1.02
1:A:557:CYS:H 1:A:564:ASN:HD21 1.07 1.02
2:P:19:CYS:HB3 2:P:145:CYS:HB3 1.40 1.01
1:1:426:MET:HE1 1:1:618:GLN:HG2 1.39 1.01
1:Q:557:CYS:H 1:Q:564:ASN:HD21 1.01 1.00
2:X:69:MET:HB3 2:X:184:PRO:HB3 1.43 1.00
1:A:426:MET:HE1 1:A:618:GLN:HG2 1.44 1.00
2:P:143:PRO:HB3 7:P:303:SF4:S1 2.03 0.99
2:N:207:GLY:HA2 1:S:728:VAL:HG12 1.40 0.99
2:R:207:GLY:HA2 1:U:728:VAL:HG12 1.42 0.99
2:V:69:MET:HB3 2:V:184:PRO:HB3 1.42 0.99
1:S:557:CYS:H 1:S:564:ASN:HD21 1.01 0.99
2:1:143:PRO:HB3 7:L:303:SF4:S1 2.03 0.98
2:1:59:ASN:H 2:1:59:ASN:HD22 1.11 0.98
2:D:143:PRO:HB3 7:D:303:SF4:51 2.04 0.97
2:X:143:PRO:HB3 7:X:303:SF4:51 2.05 0.97
2:T:128:MET:HA 7:T:303:SF4:S1 2.06 0.96
1:S:426:MET:HE1 1:S:618:GLN:HG2 1.47 0.96
1:1:356:GLY:N 5:1:904:MGD:0O1B 1.99 0.95
1:M:360:ALA:HB1 1:M:859: THR:HG23 1.48 0.95
1:Q:610:LYS:NZ 1:Q:618:GLN:HE22 1.65 0.94
1:E:557:CYS:H 1:E:564:ASN:HD21 1.01 0.94
2:D:69:MET:HB3 2:D:184:PRO:HB3 1.49 0.94
1:W:360:ALA:HB1 | 1:W:859:THR:HG23 1.49 0.94
1:C:426:MET:HE1 1:C:618:GLN:HG2 1.48 0.94
1:U:557:CYS:H 1:U:564:ASN:HD21 1.01 0.94
1:0:753:TYR:HB3 2:P:24:-MET:HE3 1.50 0.93
1:1:557:CYS:H 1:1:564:ASN:HD21 0.94 0.93
2:N:19:CYS:HB3 2:N:145:CYS:HB3 1.49 0.92

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:T:143:PRO:HB3 7:T:303:SF4:S1 2.10 0.92
1:G:557:CYS:H 1:G:564:ASN:HD21 1.06 0.91
2:P:128:MET:HA 7:P:303:SF4:S1 2.10 0.90
2:H:143:PRO:HB3 7:H:303:SF4:S1 2.10 0.90
2:B:143:PRO:HB3 7:B:303:SF4:S1 2.11 0.90
2:H:19:CYS:HB3 2:H:145:CYS:HB3 1.54 0.90
2:V:128: MET:HA 7:V:303:SF4:S1 2.12 0.90
2:J:128:MET:HA 7:J:303:SF4:S1 2.11 0.90
1:G:165:GLY:HA3 1:G:166:PHE:HB3 1.54 0.89
2:N:46:MET:HE3 2:N:66:THR:H 1.36 0.89
2:X:40:GLN:NE2 2:X:117:ASN:HA 1.87 0.89
2:J:256:TYR:HB2 2:J:274:.LEU:HD21 1.53 0.89
1:M:557:CYS:H 1:M:564:ASN:HD21 1.14 0.89
1:W:561:ILE:HG22 1:W:564:ASN:HB3 1.55 0.89
1:S:561:1ILE:HG22 1:S:564:ASN:HB3 1.55 0.89
2:D:128:MET:HA 7:D:303:SF4:51 2.13 0.89
1:M:66:PHE:CD1 1:M:69:MET:HE3 2.07 0.89
1:W:645:ASN:ND2 1:W:648:ARG:HB3 1.88 0.89
1:K:557:CYS:H 1:K:564:ASN:HD21 1.18 0.88
1:0:557:CYS:H 1:0:564:ASN:HD21 1.21 0.88
2:P:70:HIS:HD2 2:P:92:VAL:H 1.20 0.88
1:K:753:TYR:HB3 2:L:24:MET:-HE3 1.54 0.88
2:X:129:CYS:HB3 2:X:131:HIS:CE1 2.08 0.88
1:M:426:MET:HE3 1:M:426:MET:HA 1.54 0.88
1:Q:165:GLY:HA3 1:Q:166:PHE:HB3 1.55 0.88
1:U:610:LYS:NZ 1:U:618:GLN:HE22 1.70 0.87
1:A:426:MET:CE 1:A:618:GLN:HG2 2.04 0.87
2:F:19:CYS:HB3 2:F:145:CYS:HB3 1.56 0.87
1:E:218:ASP:0OD2 1:E:253:ASN:HB2 1.74 0.87
1:G:360:ALA:HB1 1:G:859: THR:HG23 1.57 0.87
2:B:105:LEU:HB3 2:B:114:MET:HE1 1.54 0.86
2:R:46:MET:HE1 2:R:66: THR:N 1.90 0.86
1:C:557:CYS:H 1:C:564:ASN:HD21 1.16 0.86
1:S:610:LYS:NZ 1:S:618:GLN:HE22 1.71 0.86
2:L:128:MET:HA 7:L:303:SF4:S1 2.15 0.86
1:U:165:GLY:HA3 1:U:166:PHE:HB3 1.55 0.86
2:X:19:CYS:HB2 2:X:46:MET:HG2 1.55 0.86
2:B:128:MET:HA 7:B:303:SF4:S1 2.15 0.85
1:C:66:PHE:HD1 1:C:69:MET:HE3 1.41 0.85
1:K:610:LYS:NZ 1:K:618:GLN:HE22 1.74 0.85
1:S:28:MET:HE1 1:S:66:PHE:HB3 1.58 0.85
1:Q:66:PHE:CD1 1:Q:69:MET:HE3 2.11 0.85

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:D:19:CYS:HB3 2:D:145:CYS:HB3 1.56 0.85
1:W:28:-MET:-HE1 1:W:66:PHE:HB3 1.58 0.85
2:R:70:HIS:HD2 2:R:92:VAL:H 1.23 0.84
1:A:141:PRO:HA 1:A:496:TYR:HB3 1.56 0.84
1:E:645:ASN:ND2 1:E:648:ARG:HB3 1.92 0.84
1:K:165:GLY:HA3 1:K:166:PHE:HB3 1.59 0.84

1:A:695:LEU:O 1:A:699:GLU:HG2 1.78 0.84
1:M:165:GLY:HA3 1:M:166:PHE:HB3 1.58 0.84
2:P:73:ASN:OD1 1:S:648:ARG:HA 1.78 0.84
2:V:143:PRO:HB3 7:V:303:SF4:S1 2.18 0.84
2:X:201:ALA:HB2 2:X:269:LEU:HB2 1.58 0.83
2:B:76:CYS:HB3 2:B:108: THR:OG1 1.78 0.83
2:H:128: MET:HA 7:H:303:SF4:S1 2.18 0.83
2:N:128: MET:HA 7:N:303:SF4:S1 2.18 0.83
1:K:849:SER:HB3 1:K:852:ALA:HB3 1.59 0.83
1:0:610:LYS:NZ 1:0:618:GLN:HE22 1.77 0.83
2:X:19:CYS:HB3 2:X:145:CYS:HB3 1.59 0.83
2:N:70:HIS:HD2 2:N:92:VAL:H 1.25 0.83
2:R:128: MET:HA 7:R:303:SF4:S1 2.18 0.83
1:W:258:LEU:HG 1:W:259:VAL:HG13 1.61 0.82
1:W:783:GLY:O 1:W:866:LYS:HD2 1.79 0.82
2:J:143:PRO:HB3 7:J:303:SF4:S1 2.19 0.82
1:1:426:MET:.CE 1:1:618:GLN:HG2 2.08 0.82
1:0:138:LEU:HB2 1:0:490:ILE:HD12 1.61 0.82
1:1:503: THR:HG21 5:1:903:MGD:02A 1.80 0.82
2:N:46:MET:HE3 2:N:66: THR:N 1.94 0.82
1:0:28:MET:HE1 1:0:67:LYS:N 1.95 0.82
1:W:610:LYS:NZ 1:W:618:GLN:HE22 1.78 0.82
1:Q:503: THR:HG21 | 5:Q:903:MGD:02A 1.80 0.82
1:A:360:ALA:HB1 1:A:859: THR:HG23 1.60 0.81
1:E:165:GLY:HA3 1:E:166:PHE:HB3 1.62 0.81
1:A:823:TYR:CZ 1:A:825:PRO:HG3 2.15 0.81
1:C:360:ALA:HB1 1:C:859: THR:HG23 1.60 0.81
1:W:32:ASP:0D2 8:W:1659:HOH:O 1.97 0.81
1:K:561:ILE:HG22 1:K:564:ASN:HB3 1.62 0.81
2:F:69:MET:HB3 2:F:184:PRO:HB3 1.61 0.81
2:J:2:GLU:HG2 2:J:158:LYS:HG2 1.61 0.81
1:0:561:ILE:HG22 1:0:564:ASN:HB3 1.63 0.81
1:G:66:PHE:HD1 1:G:69:MET:HE3 1.44 0.81
1:I1.66:PHE:HD1 1:1.69:MET:HE3 1.45 0.81
1:1:66:PHE:CD1 1:1.69:MET:HE3 2.15 0.81
1:S:426:MET:CE 1:S:618:GLN:HG2 2.11 0.81
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:M:138:LEU:HB2 1:M:490:ILE:HD12 1.63 0.81
1:S:360:ALA:HB1 1:S:859: THR:HG23 1.61 0.81

2:B:70:HIS:HD2 2:B:92:VAL:H 1.25 0.80
1:W:165:GLY:HA3 1:W:166:PHE:HB3 1.62 0.80
2:F:128: MET:HA 7:F:303:SF4:S1 2.22 0.80

2:F:68:CYS:HB2 2:F:126:CYS:HB3 1.63 0.80
1:G:561:ILE:HG22 1:G:564:ASN:HB3 1.63 0.80

1:W:557:CYS:H 1:W:564:ASN:HD21 1.29 0.80
1:0:794:ASN:HD22 | 1:0:862:VAL:HG12 1.47 0.80

2:F:76:CYS:HB3 2:F:108:THR:OG1 1.82 0.80

1:S:557:CYS:N 1:S:564:ASN:HD21 1.80 0.80

1:1:610:LYS:NZ 1:1:618: GLN:HE22 1.80 0.79

2:J:76:CYS:HB3 2:J:108:THR:0G1 1.82 0.79
1:M:691:1ILE:HD11 1:M:711:MET:HE3 1.64 0.79
1:Q:44:ILE:HD11 1:Q:394:PRO:HG2 1.65 0.79
1:Q:610:LYS:HZ1 1:Q:618:GLN:HE22 1.31 0.79
1:0:66:PHE:CD1 1:0:69:MET:HE3 2.18 0.79
2:T:175:VAL:HG23 2:T:178:PRO:HG3 1.65 0.79
2:B:40:GLN:HE22 2:B:118:GLU:H 1.30 0.79

1:A:66:PHE:HA 1:A:69:MET:HE3 1.65 0.79
1:S:146:MET:HE1 1:S:544:THR:HB 1.65 0.79
1:W:146:MET:HE1 1:W:544:THR:HB 1.63 0.79
1:W:138:LEU:HB2 1:W:490:ILE:HD12 1.63 0.79

1:I:557:CYS:H 1:1:564:ASN:ND2 1.78 0.78
2:X:128: MET:HA 7:X:303:SF4:S1 2.22 0.78

1:U:695:LEU:O 1:U:699:GLU:HG2 1.83 0.78

1:S5:823:TYR:CZ 1:S:825:PRO:HG3 2.18 0.78
1:U:138:LEU:HB2 1:U:490:ILE:HD12 1.66 0.78
1:G:645:ASN:ND2 1:G:648:ARG:HB3 1.99 0.78
1:G:141:PRO:HA 1:G:496:TYR:HB3 1.66 0.78
1:Q:360:ALA:HB1 1:Q:859: THR:HG23 1.63 0.77
1:0:66:PHE:HD1 1:0:69:MET:HE3 1.47 0.77
1:Q:319:GLU:HG2 1:U:726:LEU:HD13 1.66 0.77
1:C:66:PHE:CD1 1:C:69:MET:HE3 2.18 0.77
1:G:66:PHE:CD1 1:G:69:MET:HE3 2.19 0.77
1:U:426:MET:CE 1:U:618:GLN:HG2 2.14 0.77
2:B:68:CYS:HB2 2:B:126:CYS:HB3 1.66 0.77

1:1:557:CYS:N 1:1:564:ASN:HD21 1.78 0.77
1:C:561:ILE:HG22 1:C:564:ASN:HB3 1.65 0.77
1:E:557:CYS:H 1:E:564:ASN:ND2 1.79 0.77
1:W:645:ASN:HD21 | 1:W:648:ARG:HB3 1.49 0.77
2:B:68:CYS:CB 2:B:126:CYS:HB3 2.14 0.77
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:E:610:LYS:HZ1 1:E:618:GLN:HE22 1.32 0.77
1:0:360:ALA:HB1 1:0:859:THR:HG23 1.67 0.76
1:A:426:-MET:HA 1:A:426:MET:HE3 1.67 0.76
2:1:53:ARG:HB2 2:1:60:ASP:OD1 1.86 0.76

1:U:557:CYS:N 1:U:564:ASN:HD21 1.80 0.76
1:E:66:PHE:CD1 1:E:69:MET:-HE3 2.20 0.76
2:P:70:HIS:CD2 2:P:92:VAL:H 2.04 0.76
1:U:81:LYS:HB2 1:U:112:ILE:HD13 1.67 0.76
2:F:143:PRO:HB3 7:F:303:5F4:S1 2.25 0.76
2:D:201:ALA:HB2 2:D:269:LEU:HB2 1.68 0.76
1:M:426:MET:CE 1:M:618:GLN:HG2 2.15 0.76
2:P:68:CYS:HB3 2:P:126:CYS:HB3 1.67 0.76
1:E:100:LEU:HD12 1:E:105:PRO:HG3 1.69 0.76
1:G:426:MET:CE 1:G:618:GLN:HG2 2.16 0.75
1:C:394:PRO:HG3 8:C:1324:HOH:O 1.86 0.75
2:D:56: TYR:HA 2:D:59:ASN:HD22 1.52 0.75
1:0:61:PRO:HB3 8:P:563:HOH:O 1.87 0.75
1:S:786:ASN:HD21 1:S:804:GLN:HA 1.49 0.75
1:U:360:ALA:HB1 1:U:859: THR:HG23 1.67 0.75
1:Q:426:MET:HE3 1:Q:426:MET:HA 1.69 0.75
2:R:143:PRO:HB3 7:R:303:SF4:S1 2.27 0.75
1:G:503:THR:HG21 | 5:G:903:MGD:02A 1.86 0.74
1:M:28:MET:HE1 1:M:66:PHE:HB3 1.69 0.74
1:1:165:GLY:HA3 1:1:166:PHE:HB3 1.68 0.74
1:0:719:GLU:HG2 1:0:859: THR:O 1.86 0.74
2:B:23:CYS:HB3 2:B:39:MET:HE1 1.68 0.74
2:T:68:CYS:HB3 2:T:126:CYS:HB3 1.67 0.74
1:A:719:GLU:HG2 1:A:859:THR:O 1.87 0.74
1:0:823:TYR:CZ 1:0:825:PRO:HG3 2.21 0.74
2:V:70:HIS:HD2 2:V:92:VAL:H 1.36 0.74
1:K:823:TYR:CZ 1:K:825:PRO:HG3 2.22 0.74
2:N:143:PRO:HB3 7:N:303:SF4:S1 2.28 0.74
1:0:253:ASN:O 1:0:257:ARG:HG3 1.86 0.74
1:Q:146:MET:HE1 1:Q:544: THR:HB 1.69 0.74
2:F:68:CYS:CB 2:F:126:CYS:HB3 2.18 0.74
2:F:114:MET:HE3 2:F:123:ALA:HB1 1.68 0.74
1:S:66:PHE:CD1 1:S:69:MET:HE3 2.22 0.74
1:W:66:PHE:CD1 1:W:69:-MET:HE3 2.22 0.74
2:X:95:ASP:HB3 2:X:98:LYS:HB2 1.69 0.74
2:H:46:MET:HE3 2:H:66: THR:H 1.53 0.74
2:V:68:CYS:HB3 2:V:126:CYS:HB3 1.70 0.74
1:C:141:PRO:HA 1:C:496:TYR:HB3 1.69 0.74
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1:0:695:LEU:O 1:0:699:GLU:HG2 1.87 0.74
1:S:786:ASN:ND2 1:S:804:GLN:HA 2.02 0.73
2:T:40:GLN:HE22 2:T:118:GLU:H 1.36 0.73
2:X:84:VAL:HG22 2:X:94:ILE:-HG12 1.69 0.73
1:G:823:TYR:CZ 1:G:825:PRO:HG3 2.23 0.73
1:G:74:LEU:HD12 1:G:750:LYS:HA 1.69 0.73
1:W:66:PHE:HD1 1:W:69:-MET:HE3 1.54 0.73
1:G:162:ASN:HA 8:G:1369:HOH:O 1.87 0.73
1:0:165:GLY:HA3 1:0:166:PHE:HB3 1.68 0.73
1:A:561:ILE:HG22 1:A:564:ASN:HB3 1.71 0.73
1:E:503: THR:HG21 5:E:903:MGD:0O2A 1.89 0.73
2:N:5:TYR:HB2 2:N:157:LEU:CD1 2.18 0.73
1:C:426:MET:CE 1:C:618:GLN:HG2 2.18 0.73
1:E:610:LYS:NZ 1:E:618:GLN:HE22 1.86 0.73
2:L:40:GLN:NE2 2:L:117:ASN:HA 2.02 0.73
1:U:44:1ILE:HD11 1:U:394:PRO:HG2 1.70 0.73
1:C:610:LYS:NZ 1:C:618:GLN:HE22 1.86 0.73
1:1:644:ASP:O 1:1:646:PRO:HD3 1.89 0.72
2:R:68:CYS:HB2 2:R:126:CYS:HB3 1.70 0.72
2:D:76:CYS:HB3 2:D:108: THR:0G1 1.90 0.72
2:L:19:CYS:HB3 2:L:145:CYS:CB 2.10 0.72
2:V:19:CYS:HB3 2:V:145:CYS:HB3 1.70 0.72
2:V:76:CYS:HB3 2:V:108: THR:OG1 1.89 0.72
1:W:328:PRO:HB2 1:W:331:GLU:HG3 1.70 0.72
1:G:356:GLY:H 5:G:904:MGD:H5'2 1.54 0.72
2:J:70:HIS:HD2 2:J:92:VAL:H 1.36 0.72
1:A:66:PHE:CD1 1:A:69:MET:HE3 2.25 0.72
2:R:40:GLN:HE22 2:R:118:GLU:H 1.35 0.72
2:T:64:ARG:HD2 2:1T:176:ILE:HD11 1.71 0.72
2:J:40:GLN:HE22 2:J:118:GLU:H 1.37 0.72
2:1:59:ASN:H 2:1:59:ASN:ND2 1.86 0.72
1:Q:100:LEU:HD12 1:Q:105:PRO:HGS3 1.70 0.72
2:R:19:CYS:HB3 2:R:145:CYS:HB3 1.70 0.72
2:J:46:MET:HE1 2:J:66: THR:N 2.03 0.72
2:R:68:CYS:CB 2:R:126:CYS:HB3 2.20 0.72
1:C:143:SER:HB3 3:C:901:ACT:H3 1.70 0.72
1:1:44:.1LE:HD11 1:1:394:PRO:HG2 1.72 0.72
2:T:40:GLN:NE2 2:T:118:GLU:H 1.88 0.72
1:A:356:GLY:H 5:A:904:MGD:H52 1.55 0.71
1:G:426:MET:HE1 1:G:618:GLN:HG2 1.71 0.71
1:C:823:TYR:CZ 1:C:825:PRO:HG3 2.24 0.71
1:M:61:PRO:HB3 8:N:563:HOH:O 1.88 0.71

Continued on next page...




Page 36

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:0:503:THR:HG21 | 5:0:903:MGD:02A 1.89 0.71
2:R:21:MET:HA 2:R:21:MET:HE2 1.72 0.71
1:C:28:MET:HE1 1:C:67:LYS:N 2.05 0.71
1:1:141:PRO:HA 1:1:496: TYR:HB3 1.73 0.71
2:1:166:LYS:O 2:L:170:GLU:HG3 1.90 0.71
1:0:74:.LEU:HD12 1:0:750:LYS:HA 1.71 0.71
2:T:256: TYR:HB2 2:T:274:LEU:HD21 1.72 0.71
1:W:610:LYS:HZ2 1:W:618:GLN:HE22 1.36 0.71
1:K:610:LYS:HZ2 1:K:618:GLN:HE22 1.35 0.71
1:G:449:ARG:HD2 8:G:1038:HOH:O 1.91 0.71
1:Q:610:LYS:HB3 1:Q:614:ALA:HB3 1.70 0.71
1:M:610:LYS:NZ 1:M:618:GLN:HE22 1.89 0.71
2:N:76:CYS:HB3 2:N:108: THR:OG1 1.91 0.71
1:C:757:ILE:HG23 2:D:17:ASN:OD1 1.91 0.70
2:L:71:CYS:HA 2:1:184:PRO:HA 1.72 0.70
1:U:610:LYS:HZ3 1:U:618:GLN:HE22 1.39 0.70
1:1:823:TYR:CZ 1:1:825:PRO:HG3 2.26 0.70
1:K:426:-MET:CE 1:K:618:GLN:HG2 2.18 0.70
1:0:146:MET:HG2 5:0:903:MGD:N7 2.06 0.70
1:C:165:GLY:HA3 1:C:166:PHE:HB3 1.72 0.70
2:N:142:MET:HE2 2:N:146:ALA:HB1 1.71 0.70
2:N:207:GLY:HA2 1:S:728:VAL:CG1 2.18 0.70
1:0:96:ARG:HD2 1:0:514:TYR:O 1.91 0.70
1:A:165:GLY:HA3 1:A:166:PHE:HB3 1.72 0.70
2:H:68:CYS:HB3 2:H:126:CYS:HB3 1.72 0.70
1:M:146:MET:HE1 1:M:544: THR:HB 1.73 0.70
1:S:604:GLU:HB3 1:S:605:MET:CE 2.22 0.70
2:N:114:MET:HA 2:N:125:LYS:HB3 1.72 0.70
2:B:164:MET:O 2:B:168:VAL:HG23 1.92 0.70
1:1:426:MET:HA 1:1:426:MET:HE3 1.74 0.70
1:M:557:CYS:N 1:M:564:ASN:HD21 1.89 0.70
2:F:46:MET:HE3 2:F:66: THR:H 1.54 0.70
1:Q:134:PRO:HB2 1:Q:439:LEU:HD11 1.74 0.70
2:P:69:MET:HB3 2:P:184:PRO:HB3 1.73 0.70
2:V:18:ASN:HB2 7:V:302:SF4:S1 2.31 0.70
1:W:155:SER:OG 1:W:409:ILE:HG12 1.91 0.70
2:P:72:GLU:HA 8:P:471:HOH:O 1.91 0.69
1:W:753:TYR:HB3 2:X:24:MET:HE3 1.74 0.69
1:W:508:ASN:O 1:W:512:LYS:HG3 1.92 0.69
1:M:823:TYR:CZ 1:M:825:PRO:HG3 2.27 0.69
1:A:138:LEU:HB2 1:A:490:1ILE:HD12 1.74 0.69
1:G:610:LYS:NZ 1:G:618:GLN:HE22 1.91 0.69
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2:B:106:LEU:HD23 2:B:114:MET:HE2 1.75 0.69
2:P:71:CYS:HA 2:P:184:PRO:HA 1.75 0.69
2:V:58:ARG:HD2 2:V:268:ASP:0OD1 1.92 0.69
2:N:106:LEU:HD22 2:N:114:MET:HG3 1.74 0.69
1:W:426:MET:HE1 1:W:618:GLN:HG2 1.74 0.69
2:V:40:GLN:HE22 2:V:118:GLU:H 1.38 0.69
1:E:427:PHE:HB3 8:E:1029:HOH:O 1.92 0.69
1:G:197:GLU:OE2 1:G:667:ASP:HB2 1.93 0.69
1:1:870:ASP:HB3 1:I:872:TYR:CE1 2.28 0.68
2:1.:19:CYS:CB 2:1.:145:CYS:HB3 2.11 0.68
1:M:503: THR:HG21 | 5:M:903:MGD:02A 1.93 0.68
1:U:66:PHE:CD1 1:U:69:MET:HE3 2.28 0.68
1:C:644:ASP:O 1:C:646:PRO:HD3 1.93 0.68
2:F:203:ILE:HD13 2:F:229:THR:HG21 1.75 0.68
1:1:695:LEU:O 1:1:699:GLU:HG2 1.92 0.68
2:X:175:VAL:HG23 2:X:178:PRO:HG3 1.74 0.68
1:A:630: THR:OG1 1:A:633:GLU:HG3 1.93 0.68
1:K:360:ALA:HB1 1:K:859: THR:HG23 1.74 0.68
1:A:28:MET:HE1 1:A:67:LYS:N 2.08 0.68
1:C:695:LEU:O 1:C:699:GLU:HG2 1.92 0.68
1:S:610:LYS:HZ3 1:S:618:GLN:HE22 1.41 0.68
1:S:66:PHE:HD1 1:S:69:MET:HE3 1.57 0.68
2:H:40:GLN:NE2 2:H:118:GLU:H 1.91 0.68
1:K:141:PRO:HA 1:K:496: TYR:HB3 1.76 0.68
1:W:74:LEU:HD12 1:W:750:LYS:HA 1.75 0.68
2:X:10:VAL:HG13 2:X:63:TYR:O 1.92 0.68
2:J:43:HIS:ND1 8:J:402:HOH:O 2.25 0.68
1:Q:218:ASP:0D2 1:Q:253:ASN:HB2 1.92 0.68
1:Q:599:LYS:HG3 8:Q:1671:HOH:O 1.93 0.68
1:W:757:ILE:HG23 2:X:17:ASN:OD1 1.93 0.68
1:A:610:LYS:NZ 1:A:618:GLN:HE22 1.92 0.68
2:J:68:CYS:CB 2:J:126:CYS:HB3 2.23 0.68
2:D:19:CYS:HB2 2:D:46:MET:HG2 1.76 0.68
1:E:695:LEU:O 1:E:699:GLU:HG2 1.93 0.68
2:N:53:ARG:HB2 2:N:60:ASP:OD1 1.94 0.68
1:G:100:LEU:HD12 1:G:105:PRO:HG3 1.76 0.68
2:L:76:CYS:HB3 2:1:108: THR:0G1 1.93 0.68
1:Q:753:TYR:HB3 2:R:24:-MET:HE3 1.75 0.68
1:G:426:MET:HA 1:G:426:MET:HE3 1.75 0.68
1:M:356:GLY:H 5:M:904:MGD:H52 1.58 0.68
1:Q:610:LYS:HZ3 1:Q:618:GLN:HE22 1.40 0.68
2:B:58:ARG:HD2 2:B:268:ASP:OD1 1.93 0.67
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2:H:68:CYS:CB 2:H:126:CYS:HB3 2.24 0.67
1:K:356:GLY:H 5:K:904:MGD:H5’2 1.59 0.67

1:Q:426:MET:HE1 1:Q:618:GLN:HG2 1.74 0.67
1:E:510: TYR:O 1:E:513:MET:HG2 1.94 0.67
1:E:360:ALA:HB1 1:E:859: THR:HG23 1.75 0.67
2:F:142:MET:HE?2 2:F:146:ALA:CB 2.24 0.67
2:P:216:VAL:HG13 2:P:223:GLU:HG3 1.77 0.67
1:S:558:SER:H 1:S:564:ASN:ND2 1.92 0.67
2:T:129:CYS:HB3 2:T:131:HIS:CE1 2.28 0.67
1:W:143:SER:HB3 3:W:901:ACT:H3 1.76 0.67
2:D:71:CYS:HA 2:D:184:PRO:HA 1.75 0.67
2:D:77:VAL:HG22 2:D:84:VAL:HG12 1.76 0.67
1:M:257:ARG:HD3 2:N:61:ILE:HG21 1.77 0.67
2:X:2:GLU:HG2 2:X:158:LYS:HG2 1.75 0.67
1:A:61:PRO:HB3 8:B:563:HOH:O 1.94 0.67
2:D:53:ARG:HB2 2:D:60:ASP:0OD1 1.95 0.67
1:G:530:GLU:OE1 1:G:821:ALA:HBI1 1.94 0.67
2:X:87:ARG:HG3 2:X:91:ILE:O 1.94 0.67
1:A:100:LEU:HD12 1:A:105:PRO:HG3 1.76 0.67
1:G:610:LYS:HB3 1:G:614:ALA:HB3 1.75 0.67
2:H:114:MET:HA 2:H:125:LYS:HB3 1.77 0.67
1:K:138:LEU:HB2 1:K:490:ILE:HD12 1.76 0.67
1:W:141:PRO:HA 1:W:496: TYR:HB3 1.77 0.67
1:E:141:PRO:HA 1:E:496: TYR:HB3 1.77 0.67
2:L:69:MET:HB3 2:L:184:PRO:HB3 1.77 0.67
2:N:68:CYS:CB 2:N:126:CYS:HB3 2.25 0.67
2:N:71:CYS:HB2 2:N:182:THR:O 1.95 0.67
1:Q:426:MET:CE 1:Q:618:GLN:HG2 2.24 0.67
1:U:610:LYS:HZ2 1:U:618:GLN:HE22 1.40 0.67
1:C:558:SER:H 1:C:564:ASN:ND2 1.92 0.67
1:1:394:PRO:HG3 8:1:1324:HOH:O 1.94 0.67
2:L:106:LEU:HD11 2:L:116:TRP:HB2 1.77 0.67
1:0:141:PRO:HA 1:0:496: TYR:HB3 1.77 0.67
1:U:142:SER:HB2 5:U:903:MGD:H52 1.77 0.67
1:C:426:MET:HE3 1:C:426:MET:HA 1.76 0.67
1:G:870:ASP:HB3 1:G:872:TYR:CE1 2.30 0.67
2:T:49:GLU:HG3 2:T:64:ARG:NH2 2.10 0.67
3:C:901:ACT:H1 8:C:1044:HOH:O 1.94 0.66
1:M:786:ASN:ND2 1:M:804:GLN:HA 2.10 0.66
1:A:855:-MET:HB2 1:A:857:ASN:OD1 1.95 0.66
1:C:74:LEU:HD12 1:C:750:LYS:HA 1.76 0.66
2:P:205:VAL:HG13 2:P:254:LYS:NZ 2.10 0.66
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:Q:870:ASP:HB3 1:Q:872:TYR:CE1 2.31 0.66
2:J:68:CYS:HB2 2:J:126:CYS:HB3 1.77 0.66
1:W:695:LEU:O 1:W:699:GLU:HG2 1.96 0.66
1:E:177:GLU:HA 1:E:177:GLU:OE2 1.96 0.66
2:F:56:TYR:HA 2:F:59:ASN:HD22 1.61 0.66
1:K:69:MET:SD 1:K:747:GLY:HA2 2.36 0.66
1:S:75:ARG:HH21 1:S:543:CYS:HA 1.61 0.66
1:Q:319:GLU:HG2 1:U:726:LEU:CD1 2.26 0.66
2:B:2:GLU:HG2 2:B:158:LYS:HG2 1.76 0.66
2:D:73:ASN:HB3 2:D:182: THR:HA 1.78 0.66
1:U:561:ILE:HG22 1:U:564:ASN:HB3 1.78 0.66
2:X:40:GLN:HE21 2:X:117:ASN:HA 1.60 0.66
2:X:18:ASN:HB2 7:X:302:SF4:S1 2.36 0.66
2:P:21:MET:HA 2:P:21:MET:HE2 1.78 0.65
1:S:604:GLU:HB3 1:S:605:MET:HE3 1.78 0.65
1:S:610:LYS:HZ2 1:S:618:GLN:HE22 1.43 0.65
1:S:695:LEU:O 1:5:699:GLU:HG2 1.95 0.65
2:B:43:HIS:ND1 8:B:403:HOH:O 2.29 0.65
1:E:677:CYS:SG 8:E:1662:HOH:O 2.54 0.65
1:A:74:LEU:HD12 1:A:750:LYS:HA 1.78 0.65
1:A:146:MET:HG2 5:A:903:MGD:N7 2.11 0.65
2:H:2:GLU:HG2 2:H:158:LYS:HG2 1.78 0.65
2:N:70:HIS:CD2 2:N:92:VAL:H 2.12 0.65
2:R:46:MET:CE 2:R:66:THR:N 2.60 0.65
1:0:558:SER:H 1:0:564:ASN:ND2 1.94 0.65
1:Q:356:GLY:H 5:Q:904:MGD:H52 1.60 0.65
1:U:823:TYR:CZ 1:U:825:PRO:HG3 2.31 0.65
2:X:164:-MET:O 2:X:168:VAL:HG23 1.97 0.65
2:X:71:CYS:HB3 2:X:184:PRO:HA 1.77 0.65
1:A:387:TRP:CE2 1:A:389:THR:HA 2.32 0.65
1:A:753:TYR:HB3 2:B:24:MET:HE3 1.77 0.65
2:H:69:MET:HB3 2:H:184:PRO:HB3 1.79 0.65
2:R:40:GLN:NE2 2:R:118:GLU:H 1.93 0.65
1:W:201:LEU:HD13 | 1:W:387:TRP:HB2 1.78 0.65
1:A:66:PHE:HA 1:A:69:MET:CE 2.26 0.65
2:L:49:GLU:HG3 2:1:64:ARG:NH2 2.12 0.65
1:0:426:MET:HE1 1:0:618:GLN:O 1.96 0.65
2:R:70:HIS:CD2 2:R:92:VAL:H 2.10 0.65
1:U:691:ILE:HD11 1:U:711:MET:HE3 1.77 0.65
2:V:19:CYS:O 2:V:22:GLY:N 2.28 0.65
2:F:71:CYS:HB2 2:F:182:THR:O 1.97 0.65
1:0:395:LEU:HD12 1:0:566:GLN:HA 1.78 0.65
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:P:68:CYS:CB 2:P:126:CYS:HB3 2.26 0.65
3:E:901:ACT:H1 8:E:1044:HOH:O 1.96 0.65

2:N:125:LYS:HD2 2:N:126:CYS:0O 1.96 0.65
2:P:2:GLU:HG2 2:P:158:LYS:HG2 1.77 0.65
2:T:69:MET:HB3 2:T:184:PRO:HB3 1.79 0.65
2:X:71:CYS:HA 2:X:184:PRO:HA 1.78 0.65
1:W:175:SER:HA 1:W:359:ARG:HH21 1.61 0.64
2:F:68:CYS:HB3 2:F:70:HIS:CE1 2.32 0.64
1:0:790:ILE:HD13 1:0:803:ALA:HB2 1.77 0.64
1:S:630: THR:OG1 1:5:633:GLU:HG3 1.97 0.64
1:C:99:GLY:HA2 1:C:102:LYS:HE2 1.78 0.64
1:G:695:LEU:O 1:G:699:GLU:HG2 1.96 0.64
1:Q:31:MET:O 1:Q:56:LYS:HG3 1.98 0.64
1:S:146:MET:CE 1:S:544:THR:HB 2.26 0.64
3:M:901:ACT:H1 8:M:1043:HOH:O 1.97 0.64
2:R:56: TYR:HA 2:R:59:ASN:HD22 1.62 0.64
2:V:229:THR:HB 2:V:233:GLY:HA2 1.79 0.64
1:C:855:MET:HB2 1:C:857:ASN:OD1 1.97 0.64
1:K:211:MET:HE1 2:1:231:PHE:CZ 2.33 0.64
1:0:187:TRP:CH2 1:0:196:PRO:HB3 2.32 0.64
1:0:770:- TRP:HB3 1:0:801:LEU:HD23 1.80 0.64
1:S:81:LYS:HB2 1:S:112:ILE:HD13 1.78 0.64
2:V:75:PRO:HD2 7:V:304:SF4:54 2.38 0.64
1:W:610:LYS:NZ 1:W:618:GLN:NE2 2.45 0.64
1:G:28:MET:HE1 1:G:66:PHE:HB3 1.79 0.64
2:X:71:CYS:HB3 2:X:184:PRO:CA 2.27 0.64
2:B:68:CYS:HB3 2:B:70:HIS:CE1 2.33 0.64
1:C:356:GLY:H 5:C:904:MGD:C5’ 2.11 0.64
2:L:68:CYS:HB3 2:L:126:CYS:HB3 1.78 0.64
2:V:5:TYR:CD2 2:V:164:MET:HG2 2.33 0.64
2:V:71:CYS:HA 2:V:184:PRO:HA 1.80 0.64
2:B:68:CYS:HB2 2:B:126:CYS:CB 2.27 0.64
1:E:557:CYS:N 1:E:564:ASN:HD21 1.85 0.63
1:0:610:LYS:HZ3 1:0:618:GLN:HE22 1.42 0.63
1:M:319:GLU:HG2 1:S:726:LEU:CD1 2.27 0.63
1:W:15:PRO:HD3 1:W:554:PHE:CE1 2.33 0.63
1:A:96:ARG:HD2 1:A:514:TYR:O 1.99 0.63
1:C:91:ARG:HH12 1:C:124:GLU:CD 2.01 0.63
2:H:46:MET:HE3 2:H:66: THR:N 2.12 0.63
1:K:356:GLY:H 5:K:904:MGD:C5’ 2.11 0.63
2:P:21:MET:HA 2:P:21:MET:CE 2.27 0.63
2:V:125:LYS:HD2 2:V:126:CYS:O 1.99 0.63
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:D:68:CYS:HB3 2:D:126:CYS:HB3 1.78 0.63
1:E:66:PHE:HD1 1:E:69:MET:-HE3 1.60 0.63
2:L:5:TYR:HB2 2:L:157:LEU:CD1 2.29 0.63

1:M:426:MET:HE2 1:M:618:GLN:HG2 1.78 0.63
1:0:563:ASP:0O 1:0:566:GLN:HG2 1.97 0.63
1:W:100:LEU:HD12 1:W:105:PRO:HG3 1.80 0.63
1:E:134:PRO:HB2 1:E:439:LEU:HD11 1.79 0.63
2:H:114:MET:HE3 2:H:123:ALA:HB1 1.79 0.63
1:1:387: TRP:CE2 1:1:389: THR:HA 2.34 0.63
1:K:146:MET:HE1 1:K:544: THR:HB 1.80 0.63
1:W:801:LEU:HD11 | 1:W:839:ILE:HD11 1.80 0.63
2:F:203:ILE:HD12 2:F:203:ILE:N 2.13 0.63
2:N:207:GLY:CA 1:S:728:VAL:HG12 2.22 0.63
1:M:870:ASP:HB3 1:M:872: TYR:CE1 2.34 0.63
2:N:40:GLN:NE2 2:N:118:GLU:H 1.96 0.63
1:0:146:MET:HE1 1:0:544: THR:HB 1.80 0.63
1:U:729:LYS:HD2 8:U:1139:HOH:O 1.99 0.63
1:W:369:GLY:O 1:W:373:LEU:HD13 1.98 0.63
1:W:630: THR:OG1 1:W:633:GLU:HG3 1.99 0.63
2:D:46:MET:HE1 2:D:66: THR:N 2.14 0.63
1:G:177:GLU:OE2 1:G:177:GLU:HA 1.99 0.63
1:1:21:LYS:HB3 1:I:26:ILE:HD11 1.79 0.63
1:0:146:MET:CE 1:0:544: THR:HB 2.28 0.63
1:Q:28:MET:HE1 1:Q:66:PHE:HB3 1.81 0.63
2:R:76:CYS:HB3 2:R:108:THR:OG1 1.98 0.63
2:X:19:CYS:CB 2:X:145:CYS:HB3 2.29 0.63
1:C:356:GLY:H 5:C:904:MGD:H5'2 1.64 0.63
2:F:114:MET:HA 2:F:125:LYS:HB3 1.81 0.63
1:1:13:GLY:HA3 1:I1:63: THR:0G1 1.99 0.63
2:P:40:GLN:HE22 2:P:118:GLU:H 1.45 0.63
1:Q:557:CYS:H 1:Q:564:ASN:ND2 1.86 0.63
2:X:177:LYS:N 2:X:178:PRO:HD3 2.14 0.63
1:G:630: THR:OG1 1:G:633:GLU:HG3 1.99 0.63
1:K:495:LYS:HD2 1:K:514:TYR:OH 1.99 0.63
2:V:71:CYS:HB2 2:V:182:THR:O 1.97 0.63
1:C:571:ARG:HB2 1:C:642:VAL:HB 1.81 0.62
1:E:823:TYR:CZ 1:E:825:PRO:HG3 2.34 0.62
2:N:40:GLN:HE22 2:N:118:GLU:H 1.47 0.62
2:R:68:CYS:HB2 2:R:126:CYS:CB 2.29 0.62
2:T:76:CYS:HB3 2:T:108: THR:OG1 1.98 0.62
1:G:610:LYS:HZ2 1:G:618:GLN:HE22 1.47 0.62
1:0:100:LEU:HD12 1:0:105:PRO:HG3 1.81 0.62
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2:V:95:ASP:HB3 2:V:98:LYS:HB2 1.80 0.62
2:F:46:MET:HE3 2:F:66: THR:N 2.13 0.62
1:M:541:PRO:HB2 1:M:586:SER:HA 1.81 0.62

1:S:801:LEU:HD11 1:S:839:ILE:HD11 1.81 0.62
1:W:218:ASP:0OD2 1:W:253:ASN:HB2 1.99 0.62
2:B:40:GLN:NE2 2:B:118:GLU:H 1.98 0.62
1:E:74:LEU:HD12 1:E:750:LYS:HA 1.82 0.62
1:G:677:CYS:SG 8:G:1667:HOH:O 2.56 0.62
1:M:146:MET:CE 1:M:544: THR:HB 2.30 0.62
1:M:66:PHE:HD1 1:M:69:MET:HE3 1.63 0.62
1:S:753:TYR:HB3 2:T:24:-MET:HE3 1.80 0.62
2:T:125:LYS:HD2 2:T:126:CYS:0O 1.99 0.62
2:B:70:HIS:CD2 2:B:92:VAL:H 2.13 0.62
2:D:17:ASN:HD22 2:D:17:ASN:N 1.97 0.62
1:M:426:MET:HE1 1:M:618:GLN:O 1.99 0.62
2:N:21:MET:HA 2:N:21:MET:CE 2.29 0.62
1:0:394:PRO:HG3 8:0:1329:HOH:O 1.99 0.62
2:P:185:ARG:CZ 2:P:185:ARG:HB3 2.29 0.62
1:Q:153:ARG:O 1:Q:157:'TYR:HB3 2.00 0.62
2:X:56:TYR:HA 2:X:59:ASN:HD22 1.63 0.62
1:E:44:ILE:HD11 1:E:394:PRO:HG2 1.82 0.62
1:Q:141:PRO:HA 1:Q:496:TYR:HB3 1.81 0.62
1:S:165:GLY:HA3 1:S:166:PHE:HB3 1.81 0.62
1:5:553:GLU:HG2 1:S:556:ASN:HB2 1.82 0.62
1:U:786:ASN:HD21 1:U:804:GLN:HA 1.64 0.62
1:W:503: THR:HG21 | 5:W:903:MGD:02A 2.00 0.62
1:C:177:GLU:OE2 1:C:177:GLU:HA 2.00 0.62
2:D:104:GLU:CD 2:D:104:GLU:H 2.03 0.62
1:G:378:GLY:O 1:G:381:LYS:HG2 1.99 0.62
1:1:140: THR:HB 1:1:169:ALA:HB3 1.82 0.62
2:L:114:MET:HB3 2:1:125:LYS:HB3 1.80 0.62
2:P:114:MET:HB3 2:P:125:LYS:HB3 1.81 0.62
1:U:140:THR:HB 1:U:169:ALA:HB3 1.82 0.62
1:A:394:PRO:HG3 8:A:1324:HOH:O 1.99 0.62
1:C:81:LYS:HB2 1:C:112:ILE:HD13 1.81 0.62
2:F:46:MET:HE1 2:F:65:PRO:HA 1.80 0.62
2:J:5:'TYR:HB2 2:J:157:LEU:CD1 2.30 0.62
1:K:211:MET:HE1 1:K:338:GLN:HG2 1.82 0.62
1:K:201:LEU:HD13 1:K:387:- TRP:HB2 1.82 0.62
1:K:786:ASN:ND2 1:K:804:GLN:HA 2.14 0.62
1:U:478:HIS:HD?2 8:U:1210:HOH:O 1.82 0.62
2:L:70:HIS:HD2 2:1:92:VAL:H 1.48 0.62
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2:N:68:CYS:HB2 2:N:126:CYS:HB3 1.81 0.62
1:Q:81:LYS:HB2 1:Q:112:ILE:HD13 1.82 0.62
2:R:71:CYS:HB2 2:R:182:THR:O 2.00 0.62

1:W:212:ILE:HD11 | 1:W:238:LEU:HD13 1.82 0.62
1:W:75:ARG:HH22 1:W:547:GLU:CD 2.01 0.62
2:B:114:MET:HA 2:B:125:LYS:HB3 1.81 0.61
1:C:100:LEU:HD12 1:C:105:PRO:HG3 1.80 0.61
1:U:134:PRO:HB2 1:U:439:LEU:HD11 1.82 0.61
1:U:166:PHE:N 1:U:439:LEU:HD12 2.15 0.61
2:V:40:GLN:NE2 2:V:117:ASN:HA 2.15 0.61
1:K:146:-MET:CE 1:K:544: THR:HB 2.30 0.61
1:0:452:ILE:HB 1:0:453:PRO:HD3 1.82 0.61
2:P:19:CYS:HB2 2:P:46:MET:HG2 1.82 0.61
1:Q:201:LEU:HD13 1:Q:387:TRP:HB2 1.82 0.61
1:Q:610:LYS:NZ 1:Q:618:GLN:NE2 2.44 0.61
2:X:77:-VAL:HG22 2:X:84:VAL:HG12 1.81 0.61
1:K:362:HIS:HB3 1:K:717:ALA:HB2 1.82 0.61
1:0:66:PHE:HA 1:0:69:MET:HE2 1.81 0.61
2:R:19:CYS:O 2:R:22:GLY:N 2.33 0.61
1:W:146:MET:HE2 1:W:545:ASN:H 1.65 0.61
1:W:187:TRP:CH2 1:W:196:PRO:HB3 2.35 0.61
2:X:118:GLU:HG2 8:X:549:HOH:O 2.00 0.61
1:A:128:ILE:CD1 1:A:492:MET:HB2 2.30 0.61
2:B:104:GLU:CD 2:B:104:GLU:H 2.03 0.61
1:0:356:GLY:H 5:0:904:MGD:H5’2 1.65 0.61
1:W:561:ILE:CG2 1:W:564:ASN:HB3 2.29 0.61
2:J:46:MET:HE1 2:J:65:PRO:C 2.21 0.61
2:L:164:MET:O 2:1L:168:VAL:HG23 2.01 0.61
1:K:786:ASN:HD22 1:K:805:VAL:H 1.47 0.61
1:U:100:LEU:HD12 1:U:105:PRO:HG3 1.82 0.61
1:E:855:MET:HB2 1:E:857:ASN:OD1 2.01 0.61
2:H:166:LYS:HG2 2:H:170:GLU:OE2 2.01 0.61
1:I.:28:MET:HE1 1:I:67:LYS:N 2.16 0.61
1:U:696:LYS:O 1:U:700:GLU:HG3 1.99 0.61
1:W:39:ALA:HB1 8:W:1275:HOH:O 2.00 0.61
1:E:395:LEU:HD12 1:E:566:GLN:HA 1.82 0.61
1:E:356:GLY:H 5:E:904:MGD:H5’2 1.65 0.61
1:K:144:HIS:HB2 5:K:903:MGD:01B 2.00 0.61
1:K:452:ILE:HB 1:K:453:PRO:HD3 1.82 0.61
2:L:58:ARG:HD2 2:L:268:ASP:0OD1 1.99 0.61
2:N:142:MET:CE 2:N:146:ALA:HB1 2.29 0.61
1:U:76:ILE:HG22 1:U:541:PRO:HG3 1.82 0.61
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2:V:218:LYS:HG2 2:V:223:GLU:HA 1.83 0.61
1:1:134:PRO:HB2 1:1:439:LEU:HD11 1.83 0.61
2:P:76:CYS:HB3 2:P:108:THR:OG1 2.00 0.61

1:U:557:CYS:H 1:U:564:ASN:ND2 1.86 0.61
1:W:15:PRO:HD2 8:W:1003:HOH:O 2.00 0.61
2:X:217:LEU:HD12 2:X:246:THR:O 2.01 0.61
2:X:94:ILE:HG22 2:X:95:ASP:N 2.15 0.61
1:A:541:PRO:HB2 1:A:586:SER:HA 1.81 0.60
2:D:142:MET:HE1 8:D:430:HOH:O 2.01 0.60
1:0:794:ASN:ND2 1:0:862:VAL:HG12 2.14 0.60
2:V:21:MET:HA 2:V:21:MET:HE2 1.83 0.60
2:X:40:GLN:HE22 2:X:117:ASN:HA 1.66 0.60
2:X:19:CYS:HA 2:X:145:CYS:HB3 1.83 0.60
2:D:19:CYS:HB3 2:D:145:CYS:CB 2.29 0.60
2:F:13:CYS:HB3 2:F:63:TYR:HB2 1.83 0.60
2:J:40:GLN:NE2 2:J:118:GLU:H 1.99 0.60
2:L:114:MET:HE3 2:1.:123:ALA:HB1 1.83 0.60
2:P:5:TYR:CD2 2:P:164:MET:HG2 2.36 0.60
1:1:239:LYS:HE2 R:1:1602:HOH:O 2.00 0.60
1:K:61:PRO:HB3 8:L:567:-HOH:O 2.00 0.60
1:0:252:MET:HE1 8:0:1471:HOH:O 2.01 0.60
2:P:58:ARG:HD2 2:P:268:ASP:0D1 2.00 0.60
1:U:356:GLY:H 5:U:904:MGD:H52 1.67 0.60
1:S:75:ARG:NH2 1:S:543:CYS:HA 2.17 0.60
1:C:13:GLY:HA3 1:C:63:THR:OG1 2.02 0.60
2:D:72:GLU:OE1 2:D:183:LYS:HB3 2.01 0.60
1:M:66:PHE:HA 1:M:69:MET:CE 2.32 0.60
2:N:68:CYS:HB3 2:N:70:HIS:CE1 2.37 0.60
2:R:43:HIS:ND1 8:R:402:HOH:O 2.31 0.60
1:U:602:ILE:HG23 8:U:1079:HOH:O 2.02 0.60
1:1:177:GLU:OE2 1:I:177:GLU:HA 2.01 0.60
2:J:68:CYS:HB2 2:J:126:CYS:CB 2.31 0.60
2:P:19:CYS:0O 2:P:22:GLY:N 2.34 0.60
1:U:311:THR:HG21 8:U:1503:HOH:O 2.02 0.60
1:W:510:TYR:O 1:W:513:MET:HG2 2.01 0.60
1:C:528: TRP:CD2 1:C:750:LYS:HD3 2.37 0.60
1:C:786:ASN:ND2 1:C:804:GLN:HA 2.16 0.60
1:M:645:ASN:ND2 1:M:648:ARG:HB3 2.17 0.60
1:Q:74:LEU:HD12 1:Q:750:LYS:HA 1.84 0.60
1:S:356:GLY:H 5:5:904:MGD:H5'2 1.66 0.60
1:K:32:ASP:HB2 8:K:1663:HOH:O 2.01 0.60
2:R:21:MET:HA 2:R:21:MET:CE 2.32 0.60
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1:S:557:CYS:H 1:S:564:ASN:ND2 1.86 0.60
2:T:10:VAL:HG13 2:T:63:TYR:O 2.02 0.60
2:T:19:CYS:HB2 2:T:46:MET:HG2 1.84 0.60
1:U:28:MET:HE1 1:U:67:LYS:N 2.17 0.60
1:W:296:ASN:HB3 1:W:657:PHE:CZ 2.36 0.60
1:A:100:LEU:CD1 1:A:105:PRO:HG3 2.32 0.60
1:I:77:PRO:HB2 1:I:78: TYR:CD2 2.36 0.60
1:0:738:HIS:HE2 5:0:903:MGD:H15 1.50 0.60
2:X:58:ARG:HD2 2:X:268:ASP:0OD1 2.02 0.60
1:M:602:ILE:HG21 8:M:1074:HOH:O 2.01 0.60
1:C:211:MET:HE1 2:D:231:PHE:HZ 1.67 0.59
1:Q:214:PHE:HA 1:Q:347:ALA:HB3 1.84 0.59
1:Q:66:PHE:HD1 1:Q:69:MET:HE3 1.62 0.59
1:A:291:GLU:CD 1:A:291:GLU:H 2.05 0.59
1:A:146:MET:HE1 1:A:544: THR:HB 1.83 0.59
1:G:10:SER:HA 1:G:15:PRO:HA 1.83 0.59
2:J:105:LEU:C 2:J:114:MET:HE1 2.22 0.59
1:0:557:CYS:N 1:0:564:ASN:HD21 1.97 0.59
1:Q:494:TRP:HE1 1:Q:525:GLN:HE21 1.50 0.59
2:V:5:TYR:HB2 2:V:157:LEU:CD1 2.32 0.59
1:W:134:PRO:HB2 1:W:439:LEU:HD11 1.84 0.59
1:A:738:HIS:HE2 5:A:903:MGD:H15 1.50 0.59
2:J:164:MET:O 2:J:168:VAL:HG23 2.02 0.59
1:Q:189:PHE:HZ 1:Q:654:LEU:HD21 1.67 0.59
1:Q:44:ILE:HD11 1:Q:394:PRO:CG 2.31 0.59
1:U:503: THR:HG21 5:U:903:MGD:02A 2.02 0.59
2:X:129:CYS:HB3 2:X:131:HIS:HE1 1.63 0.59
2:B:19:CYS:HB2 2:B:46:MET:HG2 1.85 0.59
1:M:394:PRO:HG3 8:M:1323:HOH:O 2.02 0.59
2:R:56: TYR:HA 2:R:59:ASN:ND2 2.18 0.59
2:V:68:CYS:CB 2:V:126:CYS:HB3 2.32 0.59
1:W:356:GLY:H 5:W:904:MGD:H52 1.68 0.59
2:T:5:TYR:HB2 2:T:157:LEU:CD1 2.31 0.59
1:U:141:PRO:HA 1:U:496: TYR:HB3 1.85 0.59
1:U:644:ASP:O 1:U:646:PRO:HD3 2.02 0.59
1:U:722:LYS:HG2 8:U:1562:HOH:O 2.02 0.59
1:U:257:ARG:HD3 2:V:61:ILE:HG21 1.84 0.59
1:A:265:SER:O 1:A:810:GLN:NE2 2.34 0.59
2:D:58:ARG:HD2 2:D:268:ASP:0OD1 2.02 0.59
2:P:112:GLY:HA2 8:P:516:HOH:O 2.03 0.59
1:U:395:LEU:HD12 1:U:566:GLN:HA 1.83 0.59
2:V:59:ASN:H 2:V:59:ASN:ND2 2.01 0.59
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:A:557:CYS:N 1:A:564:ASN:HD21 1.88 0.59
1:A:629:MET:HE1 1:A:634:PHE:HA 1.85 0.59
2:H:19:CYS:O 2:H:22:GLY:N 2.35 0.59
1:K:822:VAL:O 1:K:836:GLY:HA3 2.03 0.59
2:P:166:LYS:O 2:P:170:GLU:HG3 2.02 0.59
1:Q:211:MET:HE1 2:R:231:PHE:HZ 1.68 0.59
1:W:177:GLU:HA 1:W:177:GLU:OE2 2.02 0.59
1:W:765:ASP:HB2 8:W:1169:HOH:O 2.01 0.59
2:B:21:MET:HE2 2:B:21:MET:HA 1.83 0.59
2:D:106:LEU:HD22 2:D:114:MET:HG3 1.85 0.59
1:1:143:SER:HB3 3:1:901:ACT:H3 1.85 0.59
1:M:100:LEU:HD12 1:M:105:PRO:HG3 1.83 0.59
1:M:494: TRP:HE1 1:M:525:GLN:HE21 1.51 0.59
2:T:166:LYS:HE2 2:T:170:GLU:OE2 2.02 0.59
1:G:558:SER:H 1:G:564:ASN:ND2 2.01 0.59
1:G:426:MET:HE3 1:G:622:ALA:HB2 1.83 0.59
2:H:76:CYS:HB3 2:H:108: THR:OG1 2.02 0.59
3:1:901:ACT:H1 R:1:1043:HOH:O 2.03 0.59
1:S:400: TYR:CZ 1:S:421:LYS:HD?2 2.37 0.59
2:V:102:LYS:HB3 2:V:104:GLU:OE2 2.02 0.59
1:I:100:LEU:HD12 1:1:105:PRO:HG3 1.85 0.58
1:0:426:MET:HA 1:0:426:MET:HE3 1.84 0.58
1:U:848:ILE:-HG12 1:U:856:ALA:HB2 1.85 0.58
2:X:53:ARG:HB2 2:X:60:ASP:0OD1 2.02 0.58
1:G:218:ASP:0OD2 1:G:253:ASN:HB2 2.04 0.58
1:G:296:ASN:O 1:G:687:LYS:HB3 2.03 0.58
2:J:71:CYS:HB2 2:J:182:THR:O 2.04 0.58
1:K:478:HIS:HD2 8:K:1207:HOH:O 1.85 0.58
2:L:114:MET:CB 2:L:125:LYS:HB3 2.33 0.58
2:R:46:MET:HE1 2:R:65:PRO:C 2.23 0.58
1:E:100:LEU:CD1 1:E:105:PRO:HG3 2.33 0.58
2:1:19:CYS:O 2:L:22:GLY:N 2.35 0.58
1:M:44:.1LE:HD11 1:M:394:PRO:HG2 1.85 0.58
2:R:207:GLY:HA2 1:U:728:VAL:CG1 2.27 0.58
1:U:408:GLY:HA2 1:U:619:TYR:HE1 1.69 0.58
2:X:105:LEU:HD12 8:X:498:HOH:O 2.03 0.58
1:C:387: TRP:CE2 1:C:389: THR:HA 2.39 0.58
1:C:719:GLU:HG2 1:C:859: THR:O 2.04 0.58
1:C:786:ASN:HD21 1:C:804:GLN:HA 1.67 0.58
1:M:146:MET:HG2 5:M:903:MGD:N7 2.18 0.58
1:Q:146:MET:CE 1:Q:544: THR:HB 2.33 0.58
1:Q:356:GLY:H 5:Q:904:MGD:C5’ 2.17 0.58
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:U:104:ASP:OD2 1:U:107:SER:HB3 2.03 0.58
1:U:166:PHE:H 1:U:439:LEU:HD12 1.68 0.58
1:A:146:MET:CE 1:A:544: THR:HB 2.33 0.58
1:E:211:MET:HE1 1:E:338:GLN:HG2 1.84 0.58
1:K:695:LEU:O 1:K:699:GLU:HG2 2.04 0.58
2:L:218:LYS:HG2 2:1:223:GLU:HA 1.85 0.58
1:Q:561:1ILE:HG22 1:Q:564:ASN:HB3 1.86 0.58
2:T:70:HIS:HD2 2:T:92:VAL:H 1.50 0.58
1:W:146:MET:CE 1:W:544:THR:HB 2.32 0.58
1:K:849:SER:HB3 1:K:852:ALA:CB 2.33 0.58
2:L:75:PRO:HD2 7:1:304:SF4:S4 2.43 0.58
1:Q:691:ILE:HD11 1:Q:711:MET:HE3 1.85 0.58
2:V:256:TYR:HB2 2:V:274:LEU:-HD21 1.85 0.58
2:V:5:TYR:HB2 2:V:157:LEU:HD11 1.85 0.58
1:A:826:LEU:HD21 1:A:835:ARG:HD3 1.86 0.58
1:C:494. TRP:HE1 1:C:525:GLN:HE21 1.50 0.58
2:F:5:TYR:HB2 2:F:157:LEU:CD1 2.33 0.58
1:K:558:SER:H 1:K:564:ASN:ND2 2.01 0.58
1:0:364:1LE:HD13 1:0:708:ARG:HG3 1.86 0.58
1:Q:823:TYR:CZ 1:Q:825:PRO:HG3 2.38 0.58
1:E:81:LYS:HB2 1:E:112:ILE:HD13 1.84 0.58
2:J:46:MET:CE 2:J:66: THR:N 2.66 0.58
1:M:81:LYS:HB2 1:M:112:ILE:HD13 1.86 0.58
2:R:46:MET:CE 2:R:66:THR:H 2.17 0.58
2:T:19:CYS:O 2:T:22:GLY:N 2.36 0.58
2:T:23:CYS:HB3 2:T:39:MET:-HE3 1.86 0.58
2:V:106:LEU:HD11 2:V:116:TRP:HB2 1.84 0.58
2:B:68:CYS:HB3 2:B:126:CYS:HB3 1.85 0.58
1:C:140: THR:HB 1:C:169:ALA:HB3 1.86 0.58
1:E:339: TRP:CH2 1:E:346:LEU:HD13 2.39 0.58
1:E:870:ASP:HB3 1:E:872:TYR:CE1 2.39 0.58
2:J:104:GLU:CD 2:J:104:GLU:H 2.07 0.58
2:L:4:TYR:CE2 2:L:158:LYS:HD2 2.39 0.58
1:S:503: THR:HG21 5:5:903:MGD:0O2A 2.04 0.58
2:T:68:CYS:SG 2:T:113:VAL:HG21 2.44 0.58
1:W:174:ASP:O 1:W:177:GLU:HG2 2.03 0.58
1:C:630: THR:OG1 1:C:633:GLU:HG3 2.03 0.58
1:E:28:MET:HE1 1:E:66:PHE:HB3 1.86 0.58
2:J:142:MET:HE2 2:J:146:ALA:CB 2.34 0.58
1:0:67:LYS:HE3 2:P:29:LEU:HD12 1.86 0.58
1:U:610:LYS:NZ 1:U:618:GLN:NE2 2.47 0.58
3:U:901:ACT:H1 8:U:1047:HOH:O 2.03 0.58
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:E:66:PHE:HA 1:E:69:MET:-HE2 1.86 0.57
1:0:356:GLY:H 5:0:904:MGD:C5’ 2.17 0.57
2:P:18:ASN:HB2 7:P:302:SF4:S1 2.44 0.57

1:S:211:MET:HE1 2:T:231:PHE:HZ 1.69 0.57
1:W:20:VAL:HG13 1:W:24:.LYS:O 2.04 0.57
2:X:106:LEU:HD11 2:X:116:TRP:HB2 1.85 0.57
2:X:19:CYS:CB 2:X:46:MET:HG2 2.33 0.57
2:X:71:CYS:CA 2:X:184:PRO:HA 2.34 0.57
2:J:112:GLY:HA2 8:J:519:HOH:O 2.03 0.57
1:K:610:LYS:NZ 1:K:618:GLN:NE2 2.49 0.57
1:M:676:VAL:HG13 8:M:1053:HOH:O 2.03 0.57
2:N:19:CYS:O 2:N:22:GLY:N 2.35 0.57
2:N:58:ARG:HD2 2:N:268:ASP:0OD1 2.05 0.57
2:X:19:CYS:HB3 2:X:145:CYS:CB 2.31 0.57
2:H:40:GLN:HE22 2:H:118:GLU:H 1.52 0.57
1:M:134:PRO:HB2 1:M:439:LEU:HD11 1.85 0.57
2:T:75:PRO:HD2 7:T:304:SF4:54 2.45 0.57
1:E:146:-MET:CE 1:E:544: THR:HB 2.35 0.57
2:F:46:MET:HE1 2:F:65:PRO:CA 2.34 0.57
2:H:210:PHE:HD2 2:H:213:ALA:HB2 1.70 0.57
1:S:35:ASP:0OD1 1:S:55:ARG:HD3 2.04 0.57
1:S:744:HIS:HA 1:S:819:SER:HB3 1.86 0.57
1:U:265:SER:O 1:U:810:GLN:NE2 2.37 0.57
2:X:19:CYS:CA 2:X:145:CYS:HB3 2.35 0.57
2:X:73:ASN:O 2:X:75:PRO:HD3 2.04 0.57
1:C:197:GLU:OE2 1:C:667:ASP:HB2 2.04 0.57
1:G:356:GLY:H 5:G:904:MGD:C5’ 2.15 0.57
1:1:645:ASN:ND2 1:1:648:ARG:HB3 2.18 0.57
2:1:216:VAL:HG13 2:L:223:GLU:HG3 1.86 0.57
1:S:400:TYR:CE1 1:S:421:LYS:HD2 2.40 0.57
2:B:46:MET:HE1 2:B:66: THR:N 2.19 0.57
1:G:426:MET:HE1 1:G:618:GLN:O 2.04 0.57
1:M:296:ASN:O 1:M:687:LYS:HB3 2.04 0.57
1:0:134:PRO:HB2 1:0:439:LEU:HD11 1.86 0.57
1:S:140: THR:HB 1:S:169:ALA:HB3 1.85 0.57
1:U:547:GLU:OE1 1:U:582:PRO:HA 2.04 0.57
1:U:825:PRO:HD2 8:U:1341:HOH:O 2.04 0.57
1:G:44:ILE:HD11 1:G:394:PRO:HG2 1.86 0.57
1:I:351:LEU:HD12 1:1:567:LEU:HD21 1.87 0.57
1:I1:510: TYR:O 1:I:513:MET:HG2 2.05 0.57
1:1:146:MET:CE 1:1:544: THR:HB 2.35 0.57
1:S:104:ASP:0OD2 1:S:107:SER:HB3 2.03 0.57
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Atom-1 Atom-2 Distance(A) | Clash(A)

2:T:18:ASN:HB2 7:T:302:SF4:S1 2.44 0.57
2:V:176:ILE:HG22 2:V:177:LYS:HG3 1.87 0.57
2:B:166:LYS:HG2 2:B:170:GLU:OE2 2.05 0.57
1:E:153:ARG:O 1:E:157:TYR:HB3 2.05 0.57
1:0:786:ASN:ND2 1:0:804:GLN:HA 2.20 0.57
2:P:201:ALA:HB2 2:P:269:LEU:HB2 1.86 0.57
2:R:203:ILE:HD12 2:R:203:ILE:N 2.19 0.57
2:T:114:MET:HA 2:T:125:LYS:HB3 1.86 0.57
1:W:557:CYS:N 1:W:564:ASN:HD21 2.02 0.57
2:X:4:TYR:CD1 2:X:89:ASP:HB2 2.40 0.57
2:L:142:MET:HE2 2:1:146:ALA:CB 2.35 0.57
1:M:650:LYS:HE3 8:M:1227:HOH:O 2.05 0.57
2:N:69:MET:HB3 2:N:184:PRO:HB3 1.86 0.57
1:0:378:GLY:O 1:0:381:LYS:HG2 2.05 0.57
1:0:426:MET:HE3 1:0:622:ALA:HB2 1.86 0.57
1:Q:695:LEU:O 1:Q:699:GLU:HG2 2.05 0.57
1:U:177:GLU:OE2 1:U:177:GLU:HA 2.05 0.57
2:D:56:TYR:HA 2:D:59:ASN:ND2 2.18 0.57
1:K:66:PHE:CD1 1:K:69:MET:HE3 2.40 0.57
1:K:85:PHE:CE2 1:K:87:PRO:HG3 2.40 0.57
1:Q:400:TYR:CZ 1:Q:421:LYS:HD2 2.39 0.57
2:R:114:MET:HA 2:R:125:LYS:HB3 1.86 0.57
1:U:786:ASN:ND2 1:U:804:GLN:HA 2.19 0.57
2:V:177:LYS:N 2:V:178:PRO:HD3 2.19 0.57
1:C:644:ASP:C 1:C:646:PRO:HD3 2.25 0.56
2:H:139:ALA:HB3 2:H:140:PRO:HD3 1.87 0.56
2:H:142:MET:HE2 2:H:146:ALA:HB1 1.87 0.56
1:K:257:ARG:HD3 2:L:61:ILE:HG21 1.87 0.56
1:K:610:LYS:HZ3 1:K:618:GLN:HE22 1.51 0.56
2:X:17:ASN:N 2:X:17:ASN:HD22 2.01 0.56
2:D:68:CYS:CB 2:D:126:CYS:HB3 2.35 0.56
1:G:211:MET:HE1 1:G:338:GLN:HG2 1.86 0.56
2:H:46:MET:HE1 2:H:65:PRO:HA 1.87 0.56
1:1:494: TRP:HE1 1:1:525:GLN:HE21 1.52 0.56
1:K:134:PRO:HB2 1:K:439:LEU:HD11 1.86 0.56
2:1:40:GLN:HE21 2:L:117:ASN:HA 1.69 0.56
1:M:66:PHE:HA 1:M:69:MET:HE2 1.87 0.56
2:R:68:CYS:HB3 2:R:70:HIS:CE1 2.40 0.56
1:S:4:VAL:HG22 1:S:21:LYS:HB2 1.87 0.56
1:M:319:GLU:HG2 1:S:726:LEU:HD13 1.87 0.56
1:U:426:MET:HE3 1:U:622:ALA:HB2 1.87 0.56
2:X:112:GLY:HA2 8:X:520:HOH:O 2.05 0.56
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:A:377:GLN:O 1:A:381:LYS:HE2 2.06 0.56
1:C:823:TYR:CE2 1:C:825:PRO:HG3 2.40 0.56
1:G:510:TYR:O 1:G:513:MET:HG2 2.06 0.56
1:K:233:ILE:HG22 8:K:1331:HOH:O 2.04 0.56
2:L:77:-VAL:HG22 2:1:84:VAL:HG12 1.87 0.56
2:P:106:LEU:HD11 2:P:116:TRP:HB2 1.87 0.56
2:T:71:CYS:HB2 2:T:182: THR:O 2.05 0.56
2:V:112:GLY:HA2 8:V:516:HOH:O 2.05 0.56
2:V:75:PRO:HG2 2:V:110:PRO:HG2 1.87 0.56
1:A:35:ASP:OD1 1:A:55:ARG:HD3 2.06 0.56
1:C:146:MET:CE 1:C:544: THR:HB 2.35 0.56
1:G:364:1LE:HD13 1:G:708:ARG:HG3 1.88 0.56
2:R:104:GLU:H 2:R:104:GLU:CD 2.09 0.56
1:W:387: TRP:CE2 1:W:389: THR:HA 2.41 0.56
1:M:218:ASP:0OD2 1:M:253:ASN:HB2 2.06 0.56
2:N:254:LYS:HD2 2:N:274:LEU:OXT 2.06 0.56
1:A:140: THR:HB 1:A:169:ALA:HB3 1.87 0.56
1:G:494: TRP:HE1 1:G:525:GLN:HE21 1.54 0.56
1:G:696:LYS:O 1:G:700:GLU:HG3 2.05 0.56
1:1:563:ASP:0O 1:1:566:GLN:HG2 2.06 0.56
1:M:141:PRO:HA 1:M:496: TYR:HB3 1.87 0.56
1:M:587:MET:HE2 1:M:591:GLU:HB3 1.85 0.56
1:W:647:ASN:HB2 8:W:1448:HOH:O 2.04 0.56
1:C:66:PHE:HA 1:C:69:MET:HE2 1.86 0.56
1:Q:15:PRO:HD2 8:Q:1003:HOH:O 2.06 0.56
1:W:146:-MET:HG2 5:W:903:MGD:N7 2.19 0.56
1:W:494: TRP:HE1 1:W:525:GLN:HE21 1.54 0.56
1:C:738:HIS:HE2 5:C:903:MGD:H15 1.54 0.56
2:H:70:HIS:HD2 2:H:92:VAL:H 1.52 0.56
1:K:75:ARG:NH2 1:K:543:CYS:HA 2.21 0.56
1:K:729:LYS:HD2 8:K:1134:HOH:O 2.05 0.56
1:0:100:LEU:CD1 1:0:105:PRO:HG3 2.36 0.56
1:Q:871:LYS:HG2 8:Q:1236:HOH:O 2.06 0.56
1:U:558:SER:H 1:U:564:ASN:ND2 2.03 0.56
1:U:610:LYS:HA 8:U:1475:HOH:O 2.05 0.56
1:W:719:GLU:HG2 1:W:859:THR:O 2.05 0.56
2:X:92:VAL:HG21 7:X:304:SF4:S1 2.45 0.56
2:X:40:GLN:HB3 2:X:43:HIS:CE1 2.41 0.56
2:X:55: THR:HG22 8:X:537:HOH:O 2.04 0.56
2:D:203:ILE:N 2:D:203:ILE:HD12 2.21 0.56
1:E:165:GLY:CA 1:E:166:PHE:HB3 2.35 0.56
2:F:56: TYR:HA 2:F:59:ASN:ND2 2.20 0.56
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:855:MET:HB2 1:G:857:ASN:OD1 2.05 0.56
2:H:166:LYS:HE2 2:H:170:GLU:OE2 2.05 0.56

1:1:775:ASN:HA 1:1:806: THR:O 2.06 0.56
1:I:77:PRO:HB2 1:I:78: TYR:CE2 2.41 0.56
1:K:563:ASP:0O 1:K:566:GLN:HG2 2.05 0.56
1:K:9:ASN:HA 1:K:576:GLN:HA 1.88 0.56
1:K:719:GLU:HG2 1:K:859: THR:O 2.05 0.56
1:0:602:ILE:HG23 8:0:1075:HOH:O 2.06 0.56
1:Q:35:ASP:OD1 1:Q:55:ARG:HD3 2.05 0.56
1:U:165:GLY:HA3 1:U:166:PHE:CB 2.26 0.56
1:U:56:LYS:HG2 1:U:57:THR:N 2.21 0.56
1:C:121:VAL:O 1:C:125:1LE:HG13 2.07 0.56
2:D:166:LYS:HG2 2:D:170:GLU:OE2 2.05 0.56
2:H:142:MET:HE2 2:H:146:ALA:CB 2.36 0.56
2:H:56: TYR:HA 2:H:59:ASN:HD22 1.71 0.56
1:1:610:LYS:HZ2 1:1:618:GLN:HE22 1.52 0.56
2:1.:135:ASP:0OD1 2:1:137:SER:HB2 2.06 0.56
2:P:40:GLN:NE2 2:P:118:GLU:H 2.04 0.56
1:S:725:PRO:HD2 8:5:1201:HOH:O 2.06 0.56
1:W:495:LYS:HD2 1:W:514:TYR:OH 2.06 0.56
1:W:770: TRP:HB3 1:W:801:LEU:HD22 1.88 0.56
2:B:19:CYS:O 2:B:22:GLY:N 2.39 0.55
1:E:258:LEU:HG 1:E:259:VAL:HG13 1.88 0.55
2:F:91:1ILE:HG22 2:F:93:LEU:HG 1.88 0.55
1:K:561:ILE:CG2 1:K:564:ASN:HB3 2.36 0.55
2:L:73:ASN:HB3 2:L:182: THR:HA 1.88 0.55
2:P:205:VAL:HG13 2:P:254:LYS:HZ2 1.68 0.55
1:U:476:GLN:OE1 1:U:708:ARG:NH2 2.39 0.55
1:A:505: THR:HG22 1:A:857:ASN:ND2 2.21 0.55
2:D:71:CYS:CA 2:D:184:PRO:HA 2.36 0.55
1:G:730:TYR:CE1 1:G:794:ASN:HA 2.41 0.55
1:G:797:GLY:HA2 1:G:875:TYR:CE2 2.40 0.55
2:H:106:LEU:HD23 2:H:114:MET:-HE3 1.88 0.55
2:J:210:PHE:HD2 2:J:213:ALA:HB2 1.71 0.55
2:J:23:CYS:HB3 2:J:39:MET:HE3 1.89 0.55
1:K:144:HIS:HE2 3:K:901:ACT:C 2.19 0.55
2:P:71:CYS:HB2 2:P:182: THR:O 2.06 0.55
2:P:185:ARG:NH1 2:P:185:ARG:CB 2.69 0.55
1:W:85:PHE:CE2 1:W:87:PRO:HG3 2.41 0.55
2:F:142:MET:HE?2 2:F:146:ALA:HB3 1.88 0.55
2:L:46:MET:HE1 2:L:65:PRO:HA 1.87 0.55
1:0:649:LYS:HE3 1:0:651:THR:CG2 2.37 0.55
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2:P:114:MET:HA 2:P:125:LYS:HB3 1.89 0.55
2:P:19:CYS:CB 2:P:145:CYS:HB3 2.26 0.55
1:Q:461:PHE:HA 8:Q:1500:HOH:O 2.05 0.55
1:S:134:PRO:HB3 1:S:165:GLY:HA2 1.89 0.55
2:T:114:MET:CB 2:T:125:LYS:HB3 2.35 0.55
2:T:52:GLU:HG3 2:T:61:ILE:HD12 1.87 0.55
1:W:174:ASP:OD1 1:W:175:SER:N 2.38 0.55
2:D:19:CYS:CB 2:D:145:CYS:HB3 2.31 0.55
1:0:296:ASN:HB3 1:0:657:PHE:CZ 2.41 0.55
2:R:114:MET:HE3 2:R:123:ALA:HB1 1.88 0.55
1:S:61:PRO:HB3 &:T:559:HOH:O 2.05 0.55
1:U:44:.1LE:HD11 1:U:394:PRO:CG 2.35 0.55
1:A:553:GLU:HG2 1:A:556:ASN:HB2 1.89 0.55
1:C:704:1ILE:HG23 8:C:1650:HOH:O 2.07 0.55
1:1:797:GLY:HA2 1:I:875:TYR:CE2 2.41 0.55
2:X:204:LEU:HD23 2:X:209:CYS:HA 1.89 0.55
2:B:71:CYS:HB2 2:B:182: THR:O 2.06 0.55
1:E:324:GLU:OE1 1:E:714: TYR:OH 2.22 0.55
2:F:210:PHE:CE2 2:F:251:ALA:HB1 2.42 0.55
2:F:19:CYS:HB2 2:F:46:MET:HG2 1.87 0.55
1:K:134:PRO:HD2 8:K:1361:HOH:O 2.06 0.55
2:L:114:MET:HA 2:L:125:LYS:HB3 1.89 0.5
1:M:96:ARG:HD2 1:M:514:TYR:O 2.07 0.55
1:M:707:HIS:HD2 8:M:1386:HOH:O 1.89 0.55
1:S:719:GLU:HG2 1:S:859: THR:O 2.06 0.55
2:V:40:GLN:HB3 2:V:43:HIS:CE1 2.42 0.55
1:C:296:ASN:HB3 1:C:657:PHE:CZ 2.42 0.55
2:F:166:LYS:HG2 2:F:170:GLU:OE2 2.06 0.55
1:1:722:LYS:HG2 8:1:1016:HOH:O 2.06 0.55
1:G:134:PRO:HB2 1:G:439:LEU:HD11 1.88 0.55
2:R:142:MET:HE2 2:R:146:ALA:CB 2.37 0.55
2:R:58:ARG:HD2 2:R:268:ASP:0OD1 2.06 0.55
2:T:58:ARG:HD2 2:T:268:ASP:0OD1 2.06 0.55
1:U:153:ARG:O 1:U:157:TYR:HB3 2.07 0.55
1:C:452:1LE:HB 1:C:453:PRO:HD3 1.89 0.55
2:D:40:GLN:NE2 2:D:117:ASN:HA 2.22 0.55
2:D:19:CYS:O 2:D:22:GLY:N 2.39 0.55
1:K:155:SER:OG 1:K:409:ILE:HG12 2.07 0.55
1:M:738:HIS:HE2 5:M:903:MGD:H15 1.55 0.55
1:0:287:SER:HB2 1:0:340:ALA:HB1 1.89 0.55
1:0:630:THR:OG1 1:0:633:GLU:HG3 2.07 0.55
1:W:32:ASP:HB2 8:W:1659:HOH:O 2.07 0.55
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:W:720:SER:OG 1:W:723:HIS:HB2 2.07 0.55
1:C:187: TRP:CH2 1:C:196:PRO:HB3 2.42 0.55
1:E:96:ARG:HD2 1:E:514:TYR:O 2.07 0.55

2:J:5:TYR:HB2 2:J:157.LEU:HD11 1.88 0.55
2:J:21:MET:CE 2:J:21:MET:HA 2.37 0.55
1:K:756:TYR:CD1 2:L:24:MET:HE1 2.41 0.55
1:Q:387:TRP:CE2 1:Q:389: THR:HA 2.42 0.55
3:Q:901:ACT:H1 8:Q:1043:HOH:O 2.07 0.55
1:S:187:TRP:CH2 1:S5:196:PRO:HB3 2.42 0.55
1:E:356:GLY:H 5:E:904:MGD:C5’ 2.20 0.54
1:G:351:LEU:HD12 | 1:G:567:LEU:HD21 1.88 0.54
2:H:68:CYS:HB3 2:H:70:HIS:CE1 2.43 0.54
1:K:756:TYR:HD1 2:L:24:MET:HE1 1.71 0.54
1:M:504:MET:HE3 8:M:1038:HOH:O 2.06 0.54
1:0:610:LYS:HZ2 1:0:618:GLN:HE22 1.53 0.54
1:Q:165:GLY:CA 1:Q:166:PHE:HB3 2.34 0.54
2:T:92:VAL:HG11 7:T:304:SF4:S1 2.48 0.54
1:U:526:SER:HB3 8:U:1120:HOH:O 2.06 0.54
1:U:735:LEU:HD23 1:U:735:LEU:H 1.71 0.54
1:A:296:ASN:O 1:A:687:LYS:HB3 2.06 0.54
1:C:44:1ILE:HD11 1:C:394:PRO:HG2 1.89 0.54
1:C:730:TYR:CE1 1:C:794:ASN:HA 2.41 0.54
1:C:734:MET:HB2 1:C:814:VAL:HG23 1.88 0.54
1:C:870:ASP:HB3 1:C:872: TYR:CE1 2.43 0.54
1:1:21:LYS:CB 1:I1:26:ILE:HD11 2.36 0.54
2:J:69:MET:HB3 2:J:184:PRO:HB3 1.90 0.54
1:M:144:HIS:NE2 5:M:904:MGD:S13 2.80 0.54
2:P:23:CYS:0O 2:P:27:HIS:N 2.41 0.54
1:S:15:PRO:HD2 8:5:1007:HOH:O 2.06 0.54
1:C:391:GLN:HG2 1:C:567:LEU:HD23 1.89 0.54
1:E:476:GLN:OE1 1:E:708:ARG:NH2 2.40 0.54
2:H:139:ALA:O 2:H:141:LYS:HG3 2.08 0.54
2:J:203:1ILE:HD12 2:J:203:ILE:N 2.23 0.54
1:K:557:CYS:N 1:K:564:ASN:HD21 1.96 0.54
1:W:786:ASN:ND2 1:W:804:GLN:HA 2.23 0.54
1:M:21:LYS:HB3 1:M:26:ILE:HD11 1.88 0.54
1:M:696:LYS:O 1:M:700:GLU:HG3 2.08 0.54
1:0:176: TRP:O 1:0:177:GLU:C 2.46 0.54
2:T:114:MET:HB3 2:T:125:LYS:HB3 1.88 0.54
1:W:229:PHE:HA 8:W:1340:HOH:O 2.06 0.54
2:X:19:CYS:0O 2:X:22:GLY:N 2.40 0.54
1:A:201:LEU:HD13 1:A:387:TRP:HB2 1.89 0.54
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1:C:100:LEU:CD1 1:C:105:PRO:HG3 2.38 0.54
1:C:146:MET:HG2 5:C:903:MGD:N7 2.22 0.54
1:G:561:ILE:CG2 1:G:564:ASN:HB3 2.35 0.54
1:1:349:GLY:HA3 1:1:353:GLY:O 2.07 0.54
1:K:598:LYS:HG3 8:K:1261:HOH:O 2.07 0.54
1:K:76:ILE:HG22 1:K:541:PRO:HG3 1.89 0.54
2:1:10:VAL:HG13 2:L:63:TYR:O 2.08 0.54
2:N:46:MET:HE1 2:N:65:PRO:HA 1.90 0.54
1:Q:155:SER:OG 1:Q:409:1ILE:HG12 2.07 0.54
1:U:533:VAL:HB 1:U:534:PRO:HD3 1.89 0.54
1:W:44:1ILE:HD11 1:W:394:PRO:HG2 1.89 0.54
1:A:262:LYS:HG2 2:B:232:PHE:CE1 2.43 0.54
2:D:90:GLY:HA3 2:D:185:ARG:NH2 2.23 0.54
1:G:100:LEU:CD1 1:G:105:PRO:HG3 2.37 0.54
1:G:629:-MET:CE 1:G:634:PHE:HA 2.38 0.54
1:G:146:MET:HG2 5:G:903:MGD:N7 2.21 0.54
2:J:68:CYS:HB3 2:J:70:HIS:CE1 2.42 0.54
1:M:558:SER:H 1:M:564:ASN:ND2 2.04 0.54
1:M:730:TYR:CZ 1:M:794:ASN:HA 2.42 0.54
1:0:28:MET:HE1 1:0:67:LYS:H 1.67 0.54
2:P:72:GLU:HG2 2:P:185:ARG:NH2 2.23 0.54
2:X:4:TYR:HD1 2:X:89:ASP:HB2 1.73 0.54
2:B:5:TYR:HB2 2:B:157:LEU:CD1 2.38 0.54
1:C:610:LYS:HZ2 1:C:618:GLN:HE22 1.53 0.54
1:E:114: TRP:CZ2 1:E:541:PRO:HD2 2.42 0.54
1:K:176: TRP:O 1:K:177:GLU:C 2.45 0.54
1:0:426:-MET:CE 1:0:618:GLN:HG2 2.37 0.54
1:Q:166:PHE:N 1:Q:439:LEU:HD12 2.23 0.54
2:R:23:CYS:HB3 2:R:39:MET:HE3 1.90 0.54
1:S:75:ARG:HH22 1:S:547:GLU:CD 2.10 0.54
2:X:23:CYS:HB3 2:X:39:MET:HE3 1.89 0.54
1:E:162:ASN:HA 8:E:1368:HOH:O 2.07 0.54
1:E:541:PRO:HB2 1:E:586:SER:HA 1.89 0.54
1:I:75:ARG:NH2 1:1:543:CYS:HA 2.23 0.54
1:0:119:ASP:OD1 1:0:599:LYS:HE2 2.07 0.54
1:0:717:ALA:HB3 1:0:720:SER:HB3 1.88 0.54
1:Q:610:LYS:HZ1 1:Q:618:GLN:NE2 2.01 0.54
1:U:253:ASN:O 1:U:257:ARG:HG3 2.08 0.54
1:U:15:PRO:HD3 1:U:554:PHE:CD1 2.43 0.54
1:U:628: TYR:CE2 1:U:643:PRO:HG2 2.43 0.54
1:A:660:GLY:HA2 8:A:1207:HOH:O 2.08 0.54
2:B:166:LYS:HE2 2:B:170:GLU:OE2 2.08 0.54
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1:K:738:HIS:HE2 5:K:903:MGD:H15 1.55 0.54
3:K:901:ACT:H1 8:K:1043:HOH:O 2.06 0.54
1:U:610:LYS:HZ3 1:U:618:GLN:NE2 2.02 0.54

1:W:772:MET:HB2 | 1:W:801:LEU:HD13 1.89 0.54
1:A:356:GLY:H 5:A:904:MGD:C5’ 2.21 0.54
1:A:501:LEU:HD13 1:A:823: TYR:CG 2.43 0.54
2:F:72:GLU:HG2 2:F:185:ARG:NH2 2.23 0.54
2:J:68:CYS:HB3 2:J:126:CYS:HB3 1.88 0.54
2:J:70:HIS:CD2 2:J:92:VAL:H 2.22 0.54
1:K:75:ARG:HH21 1:K:543:CYS:HA 1.72 0.54
2:P:157:LEU:HD12 2:P:157:LEU:O 2.08 0.54
1:0:257:ARG:HD3 2:P:61:ILE:HG21 1.89 0.54
1:Q:2:GLY:O 1:Q:21:LYS:HE3 2.07 0.54
1:S:604:GLU:HB3 1:S:605:MET:HE1 1.89 0.54
2:V:106:LEU:CD2 2:V:114:MET:HG3 2.38 0.54
2:B:203:ILE:N 2:B:203:ILE:HD12 2.23 0.53
1:C:818:GLU:O 1:C:819:SER:HB2 2.07 0.53
1:G:76:ILE:HG22 1:G:541:PRO:HG3 1.91 0.53
1:K:28:MET:HE1 1:K:67:LYS:N 2.23 0.53
2:L:52:GLU:HG3 2:L:61:ILE:HD12 1.89 0.53
2:R:68:CYS:HB3 2:R:126:CYS:HB3 1.90 0.53
2:T:198:TYR:HB3 2:T:238:ASP:HA 1.90 0.53
2:V:59:ASN:HD22 2:V:59:ASN:H 1.54 0.53
2:X:26:GLU:OE2 2:X:132:LEU:HD21 2.07 0.53
1:A:134:PRO:HB2 1:A:439:LEU:HD11 1.89 0.53
1:M:174:ASP:OD1 1:M:175:SER:N 2.40 0.53
1:M:288:TYR:HA &8:M:1503:HOH:O 2.08 0.53
2:X:179:GLU:HG2 2:X:180:LEU:N 2.24 0.53
1:A:21:LYS:HB3 1:A:26:ILE:HD11 1.90 0.53
1:K:533:VAL:HB 1:K:534:PRO:HD3 1.91 0.53
1:M:100:LEU:CD1 1:M:105:PRO:HG3 2.39 0.53
1:M:197:GLU:OE2 1:M:667:ASP:HB2 2.08 0.53
2:N:166:LYS:O 2:N:170:GLU:HG3 2.07 0.53
2:P:185:ARG:NH1 2:P:185:ARG:HB3 2.24 0.53
1:Q:233:ILE:HD11 8:Q:1184:HOH:O 2.08 0.53
1:Q:400: TYR:HA 8:Q:1458:HOH:O 2.07 0.53
1:Q:826:LEU:HD21 1:Q:835:ARG:HD3 1.90 0.53
2:T:71:CYS:HA 2:T:184:PRO:HA 1.89 0.53
1:U:165:GLY:CA 1:U:166:PHE:HB3 2.31 0.53
1. U:772:MET:HB2 1:U:801:LEU:HD13 1.90 0.53
1:W:610:LYS:HB3 1:W:614:ALA:HB3 1.91 0.53
1:A:489:LYS:HD3 8:A:1020:HOH:O 2.08 0.53
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1:C:69:MET:HE1 1:C:754:MET:HE3 1.89 0.53
1:G:628:TYR:CE2 1:G:643:PRO:HG2 2.43 0.53
1:K:44:1LE:HG21 1:K:206:LEU:HD12 1.90 0.53
1:Q:855:MET:HB2 1:Q:857:ASN:OD1 2.09 0.53
1:U:356:GLY:HA2 1:U:359:ARG:NH1 2.23 0.53
2:V:9:ASP:HA 2:V:189:LYS:HB3 1.90 0.53
1:C:66:PHE:HA 1:C:69:MET:CE 2.39 0.53
2:J:142:MET:CE 2:J:146:ALA:HB1 2.38 0.53
2:1:59:ASN:N 2:1:59:ASN:HD22 1.92 0.53
1:M:12:THR:O 1:M:226:TYR:HA 2.09 0.53
2:N:175:VAL:HG23 2:N:178:PRO:HG3 1.91 0.53
2:R:2:GLU:HG2 2:R:158:LYS:HG2 1.89 0.53
2:R:18:ASN:HB2 7:R:302:SF4:S1 2.48 0.53
1:U:214:PHE:HA 1:U:347:ALA:HB3 1.91 0.53
2:V:19:CYS:HB2 2:V:46:MET:HG2 1.89 0.53
1:A:716:PRO:HB3 1:A:723:HIS:CD2 2.44 0.53
1:E:79:PRO:HB2 1:E:112:ILE:O 2.07 0.53
2:F:70:HIS:HD2 2:F:92:VAL:H 1.55 0.53
1:1:224:GLY:O 1:1:225:ILE:HB 2.09 0.53
2:1L:168:VAL:HA 2:L:173:LEU:HD12 1.89 0.53
1:M:177:GLU:HA 1:M:177:GLU:OE2 2.09 0.53
1:0:826:LEU:HD21 1:0:835:ARG:HD3 1.91 0.53
1:S5:197.:GLU:OE2 1:S:667:ASP:HB2 2.09 0.53
1:S:218:ASP:0OD2 1:S:253:ASN:HB2 2.07 0.53
1:A:218:ASP:0OD2 1:A:253:ASN:HB2 2.09 0.53
2:B:201:ALA:HB2 2:B:269:LEU:HB2 1.90 0.53
1:E:394:PRO:HG3 &:E:1325:HOH:O 2.08 0.53
2:J:20:PHE:CZ 2:J:24:MET:HE1 2.44 0.53
2:L:19:CYS:HB2 2:L:46:MET:HG2 1.90 0.53
2:1:68:CYS:CB 2:1.:126:CYS:HB3 2.38 0.53
1:M:138:LEU:HD12 1:M:167:THR:O 2.07 0.53
1:M:691:ILE:CD1 1:M:711:MET:HE3 2.37 0.53
1:0:274:LEU:O 1:0:278:ILE:HG13 2.09 0.53
1:0:323:GLU:HB2 8:0:1578:HOH:O 2.09 0.53
1:0:478:HIS:HD2 8:0:1210:HOH:O 1.92 0.53
1:S:644:ASP:C 1:S5:646:PRO:HD3 2.28 0.53
1:W:800:ILE:HD12 1:W:800:ILE:N 2.24 0.53
1:A:645:ASN:ND2 1:A:648:ARG:HB3 2.24 0.53
2:B:105:LEU:HB3 2:B:114:MET:CE 2.33 0.53
1:1:176: TRP:CE2 1:1:193:LEU:HD12 2.44 0.53
2:J:21:MET:HA 2:J:21:MET:HE2 1.91 0.53
1:M:114:TRP:CZ2 1:M:541:PRO:HD2 2.44 0.53

Continued on next page...




Page 57

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Atom-1 Atom-2 Distance(A) | Clash(A)
1:M:426:MET:HE1 1:M:618:GLN:HG2 1.91 0.53
1:0:526:SER:HB3 8:0:1116:HOH:O 2.09 0.53
1:0:553:GLU:HB3 1:0:556:ASN:CB 2.38 0.53
1:S:735:LEU:HD23 1:S:735:LEU:H 1.73 0.53
1:U:218:ASP:0OD2 1:U:253:ASN:HB2 2.09 0.53

2:V:19:CYS:CB 2:V:145:CYS:HB3 2.39 0.53
1:A:44:ILE:HD11 1:A:394:PRO:HG2 1.90 0.53
1:E:547:GLU:OE1 1:E:582:PRO:HA 2.08 0.53
1:K:35:ASP:0OD1 1:K:55:ARG:HD3 2.09 0.53

1:M:501:LEU:HD13 1:M:823:TYR:CD2 2.44 0.53
2:N:68:CYS:HB3 2:N:126:CYS:HB3 1.89 0.53
2:T:204:LEU:HD23 2:T:209:CYS:HA 1.90 0.53

1:U:563:ASP:HA 1:U:565:TYR:CE1 2.44 0.53
1:U:96:ARG:HD3 1:U:535:PHE:O 2.09 0.53
1:W:165:GLY:CA 1:W:166:PHE:HB3 2.36 0.53

1:A:378:GLY:O 1:A:381:LYS:HG2 2.09 0.53

2:B:177:LYS:N 2:B:178:PRO:HD3 2.24 0.53
1:C:263: TRP:CZ2 1:C:265:SER:HB2 2.44 0.53

2:F:166:LYS:O 2:F:170:GLU:HG3 2.08 0.53

1:G:99:GLY:N 1:G:108:ASP:0OD2 2.37 0.53
1:M:211:MET:HE1 2:N:231:PHE:HZ 1.73 0.53

2:R:13:CYS:HB3 2:R:63:TYR:HB2 1.89 0.53
1:M:319:GLU:HG2 1:S:726:LEU:HD12 1.90 0.53
2:T:40:GLN:HB2 2:T:117:ASN:ND2 2.24 0.53
1:U:75:ARG:HH22 1:U:547:GLU:CD 2.13 0.53
1:U:68:SER:HB3 1:U:753: TYR:CE2 2.44 0.53

1:C:353:GLY:O 1:C:354: TRP:HB2 2.08 0.52

1:E:563:ASP:O 1:E:566:GLN:HG2 2.09 0.52
2:F:5:TYR:HB2 2:F:157:LEU:HD13 1.91 0.52
1:1:146:MET:HG2 5:1:903:MGD:N7 2.23 0.52
1:1:758:LYS:HG3 8:J:401:HOH:O 2.10 0.52
1:M:767:TYR:HB3 1:M:769: TYR:CE1 2.44 0.52
1:0:44:ILE:HD11 1:0:394:PRO:HG2 1.90 0.52
1:A:400:TYR:CE1 1:A:421:LYS:HD2 2.45 0.52
1:A:364:ILE:HD13 1:A:708:ARG:HG3 1.90 0.52
2:D:71:CYS:HB2 2:D:182:THR:O 2.10 0.52

1:E:369:GLY:O 1:E:373:LEU:HD13 2.09 0.52
1:E:494: TRP:HE1 1:E:525:GLN:HE21 1.57 0.52
1:G:165:GLY:CA 1:G:166:PHE:HB3 2.36 0.52

2:H:19:CYS:CB 2:H:145:CYS:HB3 2.34 0.52
2:J:87:ARG:HD3 2:J:93:LEU:HD12 1.91 0.52
1:K:825:PRO:HD2 8:K:1337:HOH:O 2.09 0.52
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:L:97:GLU:OE2 2:L:100:LYS:HD2 2.09 0.52
2:P:164:MET:O 2:P:168:VAL:HG23 2.09 0.52

1:S:395:LEU:HD12 1:S:566: GLN:HA 1.91 0.52
1:W:691:ILE:HD11 1:W:711:MET:HE3 1.92 0.52
2:D:26:GLU:HB2 2:D:144:ARG:HH11 1.74 0.52
2:D:18:ASN:HB2 7:D:302:SF4:S1 2.49 0.52
1:G:32:ASP:HB2 8:G:1669:HOH:O 2.09 0.52
1:K:191: TRP:CE2 1:K:669:GLY:HA3 2.44 0.52
1:K:757:ILE:HD13 8:L:567:-HOH:O 2.09 0.52
2:N:46:MET:CE 2:N:66:THR:H 2.17 0.52
2:P:216:VAL:CG1 2:P:223:GLU:HG3 2.40 0.52
1:W:645:ASN:HD22 | 1:W:648:ARG:HD3 1.73 0.52
1:A:269:GLY:HA2 1:A:362:HIS:CG 2.44 0.52
1:K:387:TRP:CE2 1:K:389: THR:HA 2.44 0.52
1:K:296:ASN:HB3 1:K:657:PHE:CZ 2.44 0.52
1:0:177:GLU:HA 1:0:177:GLU:OE2 2.09 0.52
2:P:141:LYS:HA 8:P:498:HOH:O 2.09 0.52
1:S:214:PHE:HA 1:S:347:ALA:HB3 1.91 0.52
1:S:21:LYS:HB3 1:S:26:ILE:HD11 1.92 0.52
1:S:414:GLU:HG3 8:5:1443:HOH:O 2.10 0.52
2:L:253:GLY:N 2:T:88:GLU:OE2 2.43 0.52
2:X:185:ARG:CZ 2:X:185:ARG:HB3 2.39 0.52
1:A:177:GLU:HA 1:A:177:GLU:OE2 2.09 0.52
2:D:96:PRO:O 2:D:100:LYS:HG3 2.09 0.52
1:K:100:LEU:HD12 1:K:105:PRO:HG3 1.90 0.52
1:M:118: THR:HG21 | 1:M:595:LEU:HD23 1.90 0.52
1:M:610:LYS:HZ3 1:M:618:GLN:HE22 1.54 0.52
1:M:784:.1ILE:HD13 1:M:790:ILE:HG21 1.92 0.52
1:S:396:ASP:0D2 1:S:398:GLU:HB2 2.09 0.52
2:V:19:CYS:HA 2:V:145:CYS:HB3 1.92 0.52
1:W:197:GLU:OE2 1:W:667:ASP:HB2 2.10 0.52
2:X:122:VAL:HG22 2:X:123:ALA:N 2.24 0.52
2:X:68:CYS:HB3 2:X:126:CYS:HB3 1.91 0.52
1:C:9:ASN:HA 1:C:576:GLN:HA 1.91 0.52
1:C:189:PHE:HZ 1:C:654:LEU:HD21 1.75 0.52
2:D:252:ASP:HB3 2:D:254:LYS:CE 2.40 0.52
2:D:5:TYR:HB2 2:D:157:LEU:CD1 2.39 0.52
2:H:198: TYR:HB3 2:H:238:ASP:HA 1.91 0.52
1:1:249:ASP:CG 5:1:904:MGD:H1’ 2.30 0.52
2:N:19:CYS:HB2 2:N:46:MET:HG2 1.89 0.52
1:0:786:ASN:HD21 1:0:804:GLN:HA 1.75 0.52
1:W:142:SER:HB3 5:W:903:MGD:O1A 2.09 0.52
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:W:564:ASN:HD22 1:W:564:ASN:N 2.06 0.52
1:C:155:SER:OG 1:C:409:1LE:HG12 2.09 0.52
1:E:75:ARG:NH2 1:E:543:CYS:HA 2.25 0.52
2:L:21:MET:CE 2:L:21:MET:HA 2.40 0.52
1:M:356:GLY:H 5:M:904:MGD:C5’ 2.22 0.52
1:Q:291:GLU:H 1:Q:291:GLU:CD 2.13 0.52
1:S:291:GLU:CD 1:S5:291:GLU:H 2.13 0.52
2:T:4:TYR:CE2 2:T:158:LYS:HD2 2.44 0.52
1:U:176: TRP:O 1:U:177:GLU:C 2.48 0.52
1:U:14:GLY:HA2 1:U:554:PHE:CE1 2.44 0.52
1:U:74:LEU:HD12 1:U:750:LYS:HA 1.91 0.52
2:D:106:LEU:CD2 2:D:114:MET:HG3 2.40 0.52
1:1:175:SER:HA 1:1:359:ARG:HH21 1.75 0.52
1:K:387:TRP:CZ2 1:K:389: THR:HA 2.44 0.52
1:M:561:ILE:HG22 1:M:564:ASN:HB3 1.92 0.52
2:N:13:CYS:HB3 2:N:63:TYR:HB2 1.90 0.52
2:P:70:HIS:HD2 2:P:92:VAL:N 2.00 0.52
1:U:162:ASN:HD22 1:U:166:PHE:HE2 1.56 0.52
1:G:204:ASP:0OD2 1:G:655:ARG:NH2 2.42 0.52
1:G:68:SER:HB3 1:G:753:TYR:CE2 2.44 0.52
1:K:177:GLU:OE2 1:K:177:GLU:HA 2.09 0.52
1:M:510:TYR:O 1:M:513:MET:HG2 2.10 0.52
1:0:9:ASN:HA 1:0:576:GLN:HA 1.92 0.52
1:0:211:MET:HE1 2:P:231:PHE:HZ 1.74 0.52
1:Q:708:ARG:HD2 8:Q:1046:HOH:O 2.09 0.52
1:W:323:GLU:HB3 8:W:1112:HOH:O 2.10 0.52
1:A:305:ASP:OD1 1:A:310:LYS:HD2 2.10 0.52
2:B:146:ALA:HA 2:B:154:TYR:CD1 2.45 0.52
1:E:610:LYS:NZ 1:E:618:GLN:NE2 2.58 0.52
1:G:211:MET:HE1 2:H:231:PHE:CZ 2.45 0.52
1:G:146:MET:HE3 1:G:545:ASN:H 1.74 0.52
1:M:153:ARG:O 1:M:157:TYR:HB3 2.10 0.52
1:Q:400:TYR:CE1 1:Q:421:LYS:HD2 2.45 0.52
2:R:166:LYS:HG2 2:R:170:GLU:OE2 2.11 0.52
1:U:141:PRO:HD3 1:U:157:TYR:CZ 2.45 0.52
1:W:100:LEU:CD1 1:W:105:PRO:HG3 2.39 0.52
1:G:146:MET:CE 1:G:544: THR:HB 2.39 0.51
2:H:102:LYS:HB3 2:H:104:GLU:OE2 2.10 0.51
1:M:146:MET:HE2 1:M:545:ASN:H 1.75 0.51
2:N:77:-VAL:HG22 2:N:84:VAL:HG12 1.92 0.51
1:S:144:HIS:NE2 5:5:904:MGD:S13 2.83 0.51
2:T:177:LYS:N 2:T:178:PRO:HD3 2.24 0.51
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:W:356:GLY:H 5:W:904:MGD:C%’ 2.23 0.51
2:X:71:CYS:CB 2:X:184:PRO:HA 2.39 0.51
1:E:253:ASN:O 1:E:257:ARG:HG3 2.11 0.51

2:F:142:MET:HE2 2:F:146:ALA:HB1 1.92 0.51
1:1:162: ASN:HD22 1:1:166:PHE:HE2 1.57 0.51
1:1:258:. LEU:HG 1:1:259:VAL:HG13 1.93 0.51
2:J:70:HIS:HD2 2:J:92:VAL:N 2.05 0.51
1:M:140:THR:HB 1:M:169:ALA:HB3 1.92 0.51
1:0:21:LYS:HB3 1:0:26:ILE:HD11 1.92 0.51
2:R:198:TYR:HB3 2:R:238:ASP:HA 1.92 0.51
1:S:176: TRP:O 1:S:177:GLU:C 2.47 0.51
1:S:356:GLY:H 5:5:904:MGD:C5’ 2.23 0.51
1:S:87:PRO:HB3 8:5:1506:HOH:O 2.10 0.51
2:T:139:ALA:HB3 2:T:140:PRO:HD3 1.92 0.51
1:W:387:TRP:CZ2 1:W:389: THR:HA 2.45 0.51
1:W:847:TYR:CZ 1:W:853:CYS:HB3 2.45 0.51
2:D:139:ALA:HB3 2:D:140:PRO:HD3 1.92 0.51
1:E:823:TYR:CE2 1:E:825:PRO:HG3 2.46 0.51
1:E:719:GLU:HG2 1:E:859: THR:O 2.11 0.51
2:F:19:CYS:CB 2:F:145:CYS:HB3 2.36 0.51
1:G:296:ASN:HB3 1:G:657:PHE:CZ 2.46 0.51
1:G:565:TYR:C 1:G:567:LEU:H 2.13 0.51
1:K:140: THR:HB 1:K:169:ALA:HB3 1.92 0.51
1:K:740:ARG:HD2 8:K:1438:HOH:O 2.09 0.51
2:1:112:GLY:HA2 8:L:523:HOH:O 2.09 0.51
1:Q:476:GLN:OE1 1:Q:708:ARG:NH2 2.44 0.51
1:Q:786:ASN:ND2 1:Q:804:GLN:HA 2.24 0.51
2:X:21:MET:HE3 8:X:565:HOH:O 2.10 0.51
1:E:387: TRP:CE2 1:E:389: THR:HA 2.46 0.51
1:1:735:LEU:H 1:1:735:LEU:HD23 1.74 0.51
1:K:426:MET:HE1 1:K:618:GLN:CG 2.23 0.51
2:N:5:TYR:HB2 2:N:157:LEU:HD11 1.91 0.51
2:R:75:PRO:HD2 7:R:304:SF4:54 2.50 0.51
1:A:670:PRO:HB3 1:A:682:GLN:HB2 1.90 0.51
2:D:23:CYS:HB3 2:D:39:MET:HE1 1.91 0.51
1:E:480: TYR:HA 8:E:1178:HOH:O 2.09 0.51
2:H:114:MET:CE 2:H:123:ALA:HB1 2.40 0.51
2:N:104:GLU:H 2:N:104:GLU:CD 2.13 0.51
1:M:753:TYR:HB3 2:N:24:MET:HE3 1.91 0.51
2:T:139:ALA:O 2:T:141:LYS:HG3 2.11 0.51
2:X:180:LEU:HB2 8:X:521:HOH:O 2.09 0.51
2:X:99:ALA:HB1 8:X:498:HOH:O 2.10 0.51
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:B:157:LEU:H 2:B:157:LEU:HD12 1.75 0.51
1:C:478:HIS:HD2 8:C:1208:HOH:O 1.93 0.51
2:D:164:MET:O 2:D:168:VAL:HG23 2.10 0.51
1:E:9:ASN:HA 1:E:576:GLN:HA 1.91 0.51
2:F:46:MET:CE 2:F:66: THR:H 2.24 0.51
1:G:78:TYR:O 1:G:80:MET:HG3 2.10 0.51
2:J:23:CYS:0O 2:J:27:HIS:N 2.38 0.51
1:K:786:ASN:HD21 1:K:804:GLN:HA 1.75 0.51
2:L:254:LYS:HD2 2:L:274:LEU:OXT 2.10 0.51
1:0:165:GLY:CA 1:0:166:PHE:HB3 2.38 0.51
1:Q:211:MET:HE1 2:R:231:PHE:CZ 2.45 0.51
1:S:770: TRP:HB3 1:S:801:LEU:HD23 1.92 0.51
1:W:563:ASP:HA 1:W:565: TYR:CE1 2.45 0.51
1:W:505:THR:HG22 | 1:W:857:ASN:ND2 2.25 0.51
1:W:797:GLY:HA2 1:W:875: TYR:CE2 2.45 0.51
1:A:1:MET:H3 1:A:22:ASP:CG 2.14 0.51
1:C:143:SER:CB 3:C:901:ACT:H3 2.40 0.51
1:E:617:GLU:HG3 1:E:631:TRP:CG 2.45 0.51
2:F:68:CYS:HB2 2:F:126:CYS:CB 2.36 0.51
2:J:114:MET:HA 2:J:125:LYS:HB3 1.92 0.51
1:K:495:LYS:HD3 8:K:1109:HOH:O 2.11 0.51
1:K:722:LYS:HG2 8:K:1562:HOH:O 2.11 0.51
1:0:214:PHE:HA 1:0:347:ALA:HB3 1.93 0.51
1:0:55:ARG:HD2 8:0:1646:HOH:O 2.10 0.51
1:0:81:LYS:HB2 1:0:112:1ILE:HD13 1.93 0.51
1:Q:738:HIS:HE2 5:Q:903:MGD:H15 1.57 0.51
1:S:349:GLY:HA3 1:S:353:GLY:O 2.11 0.51
1:S:252:MET:HB3 1:S:808:CYS:HB3 1.91 0.51
1:U:322:GLU:HG3 1:U:327:VAL:O 2.11 0.51
1:U:393:VAL:HG12 1:U:395:LEU:HG 1.93 0.51
2:V:21:MET:HA 2:V:21:MET:CE 2.41 0.51
1:W:95:LEU:HA 8:W:1539:HOH:O 2.09 0.51
2:B:69:MET:HB2 7:B:304:SF4:S2 2.51 0.51
1:E:561:ILE:HG22 1:E:564:ASN:HB3 1.93 0.51
1:G:387:TRP:CE2 1:G:389: THR:HA 2.46 0.51
1:1:452:ILE:N 1:1:453:PRO:CD 2.74 0.51
1:M:647:ASN:HB2 8:M:1446:HOH:O 2.10 0.51
1:Q:533:VAL:HB 1:Q:534:PRO:HD3 1.93 0.51
2:R:69:MET:HB2 7:R:304:SF4:S2 2.51 0.51
2:T:46:MET:HE1 2:T:66: THR:N 2.26 0.51
1:U:499:PRO:HB2 1:U:745: THR:HG21 1.93 0.51
1:W:610:LYS:HZ2 1:W:618:GLN:NE2 2.07 0.51
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1:C:557:CYS:N 1:C:564:ASN:HD21 1.96 0.51
1:G:174:ASP:OD1 1:G:175:SER:N 2.44 0.51
2:H:179:GLU:OE1 2:H:179:GLU:N 2.41 0.51
2:1:39:MET:HE1 8:L:503:HOH:O 2.10 0.51
2:P:219:SER:C 2:P:221:GLY:H 2.14 0.51
1:U:174:ASP:OD1 1:U:175:SER:N 2.44 0.51
1:W:251:HIS:HA 1:W:809:LEU:HD23 1.92 0.51
2:X:69:MET:HG3 2:X:111:TYR:CE2 2.46 0.51
1:A:214:PHE:HA 1:A:347:ALA:HB3 1.93 0.51
2:F:40:GLN:HE22 2:F:118:GLU:H 1.59 0.51
2:F:125:LYS:HD2 2:F:126:CYS:O 2.11 0.51
1:0:855:MET:HB2 1:0:857:ASN:OD1 2.10 0.51
1:S:303: TRP:O 1:S:307:VAL:HG23 2.11 0.51
1:U:356:GLY:H 5:U:904:MGD:C5’ 2.23 0.51
2:V:77:-VAL:HG22 2:V:84:VAL:HG12 1.92 0.51
1:E:378:GLY:O 1:E:381:LYS:HG2 2.11 0.50
1:E:452:ILE:HB 1:E:453:PRO:HD3 1.92 0.50
2:F:139:ALA:HB3 2:F:140:PRO:HD3 1.93 0.50
1:G:291:GLU:H 1:G:291:GLU:CD 2.14 0.50
1:1:114: TRP:CZ2 1:1:541:PRO:HD2 2.46 0.50
1:M:118: THR:HG21 1:M:595:LEU:CD2 2.41 0.50
2:N:40:GLN:HB3 2:N:43:HIS:CE1 2.46 0.50
2:X:49:GLU:HG3 2:X:64:ARG:NH2 2.26 0.50
1:C:65:GLY:HA3 2:D:21:MET:HG3 1.93 0.50
1:E:553:GLU:HG2 1:E:556:ASN:HB2 1.94 0.50
1:G:600:LEU:HB3 8:G:1074:HOH:O 2.10 0.50
1:K:786:ASN:ND2 1:K:805:VAL:H 2.09 0.50
1:K:782:ARG:HD3 1:K:864:ILE:O 2.11 0.50
1:S:305:ASP:0OD1 1:S:310:LYS:HD2 2.11 0.50
2:T:106:LEU:HD23 2:T:114:MET:HE2 1.93 0.50
2:17:106:LEU:HD11 2:T:116: TRP:HB2 1.93 0.50
1:U:549: TRP:CE3 1:U:577:ALA:HA 2.46 0.50
1:W:12:THR:HG23 8:W:1332:HOH:O 2.12 0.50
1:C:39:ALA:O 1:C:55:ARG:NH2 2.39 0.50
1:1:339:TRP:CH2 1:1:346:LEU:HD13 2.46 0.50
1:K:74:LEU:HD12 1:K:750:LYS:HA 1.92 0.50
1:M:146:MET:HE3 1:M:545:ASN:OD1 2.11 0.50
2:P:46:MET:HE1 2:P:66:THR:N 2.26 0.50
1:Q:452:1LE:HB 1:Q:453:PRO:HD3 1.93 0.50
1:Q:480:TYR:HA 8:Q:1178:HOH:O 2.12 0.50
1:Q:498:GLY:N 1:Q:499:PRO:HD3 2.27 0.50
1:S:269:GLY:HA2 1:S:362:HIS:CE1 2.46 0.50
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2:V:213:ALA:O 2:V:228:GLU:HA 2.11 0.50
1:W:233:ILE:O 1:W:236:GLN:HB3 2.12 0.50
1:A:12:THR:O 1:A:226:TYR:HA 2.11 0.50

1:A:602:ILE:HG23 8:A:1075:HOH:O 2.10 0.50
1:A:610:LYS:HZ3 1:A:618:GLN:HE22 1.58 0.50
2:B:216:VAL:HG13 2:B:223:GLU:HG3 1.94 0.50
1:G:214:PHE:HA 1:G:347:ALA:HB3 1.93 0.50
1:0:263: TRP:HZ3 2:P:59:ASN:HD21 1.59 0.50
2:P:114:MET:HE3 2:P:123:ALA:HB1 1.94 0.50
1:Q:146:MET:HE3 1:Q:545:ASN:OD1 2.12 0.50
1:S:452:1LE:HB 1:S:453:PRO:HD3 1.92 0.50
1:S:744:HIS:HA 1:S:819:SER:CB 2.40 0.50
1:U:362:HIS:HB3 1:U:717:ALA:HB2 1.93 0.50
1:W:166:PHE:N 1:W:439:LEU:HD12 2.26 0.50
1:W:501:LEU:HA 1:W:507:THR:HB 1.92 0.50
1:C:153:ARG:O 1:C:157:TYR:HB3 2.11 0.50
1:C:96:ARG:HD2 1:C:514:TYR:O 2.12 0.50
1:E:797:GLY:HA2 1:E:875:TYR:CE2 2.45 0.50
1:E:826:LEU:HD21 1:E:835:ARG:HD3 1.92 0.50
3:G:901:ACT:H1 8:G:1042:HOH:O 2.12 0.50
1:1:365:GLU:HG2 8:1:1099:HOH:O 2.11 0.50
1:M:698:PHE:HA 1:M:701:GLN:NE2 2.26 0.50
2:N:43:HIS:ND1 8:N:405:HOH:O 2.35 0.50
1:Q:177:GLU:HA 1:Q:177:GLU:OE2 2.12 0.50
1:Q:146:MET:HG2 5:Q:903:MGD:N7 2.27 0.50
2:R:19:CYS:HB2 2:R:46:MET:HG2 1.92 0.50
1:S:155:SER:OG 1:S:409:ILE:HG12 2.12 0.50
1:M:725:PRO:HA 1:S:704:ILE:HG13 1.93 0.50
2:V:114:MET:HB3 2:V:125:LYS:HB3 1.93 0.50
2:X:39:MET:HG2 2:X:40:GLN:N 2.27 0.50
1:C:218:ASP:0D2 1:C:253:ASN:HB2 2.11 0.50
1:C:20:VAL:HG12 1:C:21:LYS:N 2.27 0.50
1:G:756: TYR:OH 2:H:41:ARG:HD3 2.10 0.50
1:1:449:ARG:HD2 8:1:1038:HOH:O 2.12 0.50
2:J:105:LEU:HB3 2:J:114:MET:HE1 1.94 0.50
1:K:630:THR:OG1 1:K:633:GLU:HG3 2.11 0.50
1:0:15:PRO:HB2 1:0:31:MET:SD 2.51 0.50
1:Q:138:LEU:HB2 1:Q:490:ILE:HD12 1.94 0.50
1:S:563:ASP:HA 1:S:565: TYR:CE1 2.46 0.50
2:T:40:GLN:NE2 2:T:117:ASN:HA 2.27 0.50
2:X:213:ALA:O 2:X:228:GLU:HA 2.12 0.50
1:C:378:GLY:O 1:C:381:LYS:HG2 2.12 0.50
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2:J:59:ASN:ND2 2:J:59:ASN:H 2.09 0.50
1:K:4:VAL:HG23 8:K:1533:HOH:O 2.12 0.50

1:K:716:PRO:HB3 1:K:723:HIS:CG 2.47 0.50
3:5:901:ACT:H1 8:5:1046:HOH:O 2.11 0.50
2:T:114:MET:HG2 8:T:515:HOH:O 2.12 0.50
1:W:400: TYR:CZ 1:W:421:LYS:HD2 2.46 0.50
1:W:265:SER:O 1:W:810:GLN:NE2 2.45 0.50
1:A:458:GLY:HA3 8:A:1544:HOH:O 2.12 0.50
1:C:739:PRO:HG2 1:C:742:SER:O 2.10 0.50
2:D:252:ASP:HB3 2:D:254:LYS:HE2 1.94 0.50
2:H:247:VAL:O 2:H:257:SER:HA 2.12 0.50
1:K:174:ASP:0OD1 1:K:175:SER:N 2.43 0.50
2:L:213:ALA:O 2:L:228:GLU:HA 2.12 0.50
1:M:347:ALA:CB 1:M:388:SER:HA 2.41 0.50
1:M:847:-TYR:CZ 1:M:853:CYS:HB3 2.47 0.50
2:P:185:ARG:HH11 2:P:185:ARG:HB2 1.77 0.50
2:R:5:TYR:CD2 2:R:164:MET:HG2 2.47 0.50
1:S:146:MET:HE2 1:S:545:ASN:H 1.76 0.50
1:U:457-MET:HE3 8:U:1002:HOH:O 2.10 0.50
2:V:19:CYS:CA 2:V:145:CYS:HB3 2.42 0.50
1:A:174:ASP:OD1 1:A:175:SER:N 2.43 0.50
1:A:495:LYS:HD3 8:A:1110:HOH:O 2.11 0.50
1:C:391:GLN:HG2 1:C:567:-LEU:CD2 2.42 0.50
1:E:801:LEU:HD11 1:E:839:ILE:HD11 1.94 0.50
2:F:19:CYS:CB 2:F:46:MET:HG2 2.42 0.50
1:G:735:LEU:H 1:G:735:LEU:HD23 1.77 0.50
1:1:176: TRP:CD1 1:1:193:LEU:HB2 2.47 0.50
1:K:735:LEU:H 1:K:735:LEU:HD23 1.77 0.50
2:L:13:CYS:HB3 2:L:63:TYR:HB2 1.92 0.50
2:1.:23:CYS:HB3 2:L:39:-MET:HE3 1.94 0.50
1:M:15:PRO:HD3 1:M:554:PHE:CE1 2.47 0.50
1:M:786:ASN:HD21 1:M:804:GLN:HA 1.76 0.50
1:0:782:ARG:HD3 1:0:864:ILE:O 2.12 0.50
2:F:23:CYS:HB3 2:F:39:MET:HE3 1.93 0.49
2:H:176:ILE:HG22 2:H:177:LYS:HG3 1.94 0.49
2:H:13:CYS:HB3 2:H:63:TYR:HB2 1.93 0.49
2:J:177:LYS:N 2:J:178:PRO:HD3 2.27 0.49
2:N:19:CYS:HA 2:N:145:CYS:HA 1.93 0.49
2:N:210:PHE:HD2 2:N:213:ALA:HB2 1.77 0.49
1:0:75:ARG:HH22 1:0:547:GLU:CD 2.14 0.49
1:Q:173:PRO:HA 1:Q:468:PHE:CE1 2.46 0.49
1:U:76:ILE:CG2 1:U:541:PRO:HG3 2.41 0.49
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:G:353:GLY:O 1:G:354:TRP:HB2 2.12 0.49
1:G:141:PRO:CA 1:G:496:TYR:HB3 2.41 0.49
1:1:818:GLU:O 1:1:819:SER:HB2 2.12 0.49
2:J:210:PHE:CE2 2:J:251:ALA:HB1 2.46 0.49
1:M:322:GLU:HG3 1:M:327:VAL:O 2.11 0.49
1:M:15:PRO:HD3 1:M:554:PHE:CD1 2.47 0.49
1:Q:800:ILE:N 1:Q:800:ILE:HD12 2.27 0.49
1:U:433:PHE:CD1 1:U:433:PHE:N 2.80 0.49
1:A:45:GLU:HB3 8:A:1525:HOH:O 2.11 0.49
1:C:252:MET:HE3 8:D:470:HOH:O 2.11 0.49
1:C:387:TRP:CZ2 1:C:389: THR:HA 2.47 0.49
1:C:427:PHE:HB3 8:C:1029:HOH:O 2.12 0.49
1:C:508:ASN:HB2 8:C:1294:HOH:O 2.12 0.49
1:C:610:LYS:HB3 1:C:614:ALA:HB3 1.92 0.49
1:E:239:LYS:HE2 8:E:1602:HOH:O 2.12 0.49
1:E:296:ASN:O 1:E:687:LYS:HB3 2.13 0.49
1:E:250:PRO:HD3 5:E:904:MGD:C2 2.42 0.49
1:1:75:ARG:HH21 1:1:543:CYS:HA 1.76 0.49
2:J:106:LEU:HD23 2:J:114:MET:HE2 1.93 0.49
1:K:153:ARG:O 1:K:157:TYR:HB3 2.12 0.49
1:K:602:ILE:HD13 8:K:1075:HOH:O 2.11 0.49
2:1:44:ARG:HB2 2:L:115:TYR:OH 2.11 0.49
1:M:617:GLU:HG3 1:M:631:TRP:CG 2.47 0.49
1:0:476:GLN:HG2 8:0:1287:HOH:O 2.12 0.49
1:0:823: TYR:CE2 1:0:825:PRO:HG3 2.47 0.49
2:P:59:ASN:ND2 2:P:59:ASN:H 2.10 0.49
1:Q:176: TRP:CD2 1:Q:193:LEU:HD12 2.48 0.49
2:T:44:ARG:HH11 2:T:44:ARG:HG2 1.78 0.49
1:U:99:GLY:HA2 1:U:102:LYS:HE2 1.94 0.49
1:U:9:ASN:HA 1:U:576:GLN:HA 1.94 0.49
1:U:797:GLY:HA2 1:U:875: TYR:CE2 2.48 0.49
1:U:146:MET:HG2 5:U:903:MGD:N7 2.27 0.49
1:E:655:ARG:HB3 8:E:1401:HOH:O 2.11 0.49
1:G:146:MET:HE2 1:G:544: THR:HB 1.94 0.49
1:1:476:GLN:OE1 1:1:708:ARG:NH2 2.44 0.49
1:M:56:LYS:HG2 1:M:57:THR:N 2.27 0.49
1:M:111:ARG:NH2 1:M:585:GLU:OE2 2.37 0.49
1:0:78:TYR:C 1:0:541:PRO:HG2 2.31 0.49
1:0:76:ILE:HG22 1:0:541:PRO:HG3 1.94 0.49
1:0:786:ASN:ND2 1:0:805:VAL:H 2.10 0.49
1:Q:458:GLY:HA3 8:Q:1540:HOH:O 2.12 0.49
1:5:116:GLU:O 1:S:120:ILE:HG13 2.11 0.49
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:W:489:LYS:HG3 8:W:1214:HOH:O 2.12 0.49
1:W:610:LYS:HZ3 1:W:618:GLN:NE2 2.09 0.49
2:X:105:LEU:HB3 2:X:114:MET:HE1 1.93 0.49
1:A:31:MET:HE1 1:A:639:TYR:CG 2.47 0.49
1:A:530:GLU:OE2 1:A:750:LYS:NZ 2.45 0.49

1:E:452:1LE:N 1:E:453:PRO:CD 2.76 0.49
1:E:68:SER:HB3 1:E:753: TYR:CE2 2.47 0.49
1:G:784:ILE:HD13 1:G:790:ILE:HG21 1.94 0.49
2:L:110:PRO:HB3 2:L:180:LEU:HD13 1.95 0.49
1:0:166:PHE:N 1:0:439:LEU:HD12 2.27 0.49
2:P:21:MET:CA 2:P:21:MET:CE 2.90 0.49
1:Q:451:LYS:HG3 1:Q:461:PHE:CE2 2.47 0.49
1:Q:717:ALA:HB3 1:Q:720:SER:HB3 1.95 0.49
2:R:254:LYS:HD2 2:R:274:.LEU:OXT 2.13 0.49
1:A:561:ILE:CG2 1:A:564:ASN:HB3 2.41 0.49
1:A:9:ASN:HA 1:A:576:GLN:HA 1.94 0.49
2:D:71:CYS:HB3 2:D:184:PRO:HA 1.95 0.49
1:E:173:PRO:HA 1:E:468:PHE:CE1 2.48 0.49
1:E:610:LYS:HB3 1:E:614:ALA:HB3 1.95 0.49
1:G:737:PRO:HG3 5:G:904:MGD:H2’ 1.94 0.49
1:1:404:TYR:CD1 1:1:405:ALA:N 2.81 0.49
1:K:700:GLU:HG2 8:K:1568:HOH:O 2.12 0.49
1:Q:17:PHE:CE2 1:Q:31:MET:HE3 2.47 0.49
2:V:205:VAL:HG13 2:V:254:LYS:NZ 2.28 0.49
1:W:197:GLU:OE2 1:W:665: THR:OG1 2.26 0.49
1:C:701:GLN:HG3 8:C:1665:HOH:O 2.12 0.49
2:H:106:LEU:HD23 2:H:114:MET:CE 2.43 0.49
1:K:460:LYS:HE3 8:K:1234:HOH:O 2.13 0.49
1:K:847:TYR:CZ 1:K:853:CYS:HB3 2.48 0.49
1:M:426:MET:HE3 1:M:426:MET:CA 2.36 0.49
1:M:855:-MET:HB2 1:M:857:ASN:OD1 2.11 0.49
1:0:12:THR:HG23 8:0:1337:HOH:O 2.12 0.49
2:P:142:MET:HE2 2:P:146:ALA:CB 2.43 0.49
2:V:168:VAL:HG13 2:V:173:LEU:HB2 1.94 0.49
1:W:25:ILE:HG13 1:W:580:ILE:CG2 2.43 0.49
1:C:128:.ILE:CD1 1:C:492.MET:HB2 2.43 0.49
1:1:96:ARG:HD2 1:1:514:TYR:O 2.12 0.49
1:K:100:LEU:CD1 1:K:105:PRO:HG3 2.42 0.49
1:K:218:ASP:0OD2 1:K:253:ASN:HB2 2.12 0.49
1:K:610:LYS:HZ3 1:K:618:GLN:NE2 2.08 0.49
2:L:70:HIS:CD2 2:1:92:VAL:H 2.29 0.49
1:M:201:LEU:HD13 1:M:387: TRP:HB2 1.95 0.49
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:N:18:ASN:HB2 7:N:302:SF4:S1 2.53 0.49
2:P:125:LYS:HD2 2:P:126:CYS:O 2.11 0.49

1:Q:735:LEU:HD23 1:Q:735:LEU:H 1.77 0.49
1:A:166:PHE:N 1:A:439:LEU:HD12 2.28 0.49
1:A:141:PRO:CA 1:A:496:TYR:HB3 2.35 0.49
2:F:201:ALA:HB2 2:F:269:LEU:HB2 1.94 0.49
2:F:21:MET:HA 2:F:21:MET:CE 2.43 0.49
1:Q:698:PHE:HA 1:Q:701:GLN:NE2 2.27 0.49
2:R:125:LYS:HD2 2:R:126:CYS:O 2.13 0.49
1:A:404:TYR:CD1 1:A:405:ALA:N 2.81 0.49
2:B:19:CYS:HB3 2:B:145:CYS:HB3 1.94 0.49
1:C:675:GLN:OE1 1:C:678:ARG:HA 2.13 0.49
1:E:104:ASP:N 1:E:105:PRO:HD3 2.27 0.49
1:G:257:ARG:HD3 2:H:61:ILE:HG21 1.95 0.49
1:1:202: LEU:HD23 1:1:394:PRO:HD3 1.95 0.49
1:1:755:ASN:OD1 1:1:761:ARG:HD2 2.13 0.49
2:J:40:GLN:HB3 2:J:43:HIS:CE1 2.47 0.49
1:K:138:LEU:HB2 1:K:490:ILE:CD1 2.43 0.49
2:P:87:ARG:HB2 2:P:89:ASP:0OD2 2.13 0.49
1:Q:99:GLY:N 1:Q:108:ASP:0OD2 2.39 0.49
1:Q:630: THR:OG1 1:Q:633:GLU:HGS3 2.13 0.49
1:S:277:ALA:HA 1:S:316:LYS:O 2.13 0.49
1:S5:491:LYS:HD3 8:5:1563:HOH:O 2.12 0.49
1:U:107:SER:HB3 8:U:1627:HOH:O 2.12 0.49
1:U:301:GLU:H 1:U:301:GLU:CD 2.17 0.49
1:U:823: TYR:CE2 1:U:825:PRO:HG3 2.48 0.49
1:W:159:ARG:HD2 1:W:409:ILE:O 2.12 0.49
2:B:10:VAL:HG13 2:B:63:TYR:O 2.13 0.48
1:C:347:ALA:CB 1:C:388:SER:HA 2.43 0.48
1:C:395:LEU:HD12 1:C:566:GLN:HA 1.94 0.48
1:E:268:ILE:O 1:E:268:1ILE:HG13 2.12 0.48
1:E:181:TRP:HA 1:E:476:GLN:OE1 2.13 0.48
1:G:351:LEU:HG 1:G:391:GLN:NE2 2.28 0.48
1:I:187:TRP:CH2 1:1:196:PRO:HB3 2.48 0.48
1:K:644:ASP:OD1 1:K:646:PRO:HG3 2.13 0.48
2:1:59:ASN:N 2:1:59:ASN:ND2 2.56 0.48
1:M:452:1LE:N 1:M:453:PRO:CD 2.76 0.48
2:N:114:MET:HE3 2:N:123:ALA:HB1 1.95 0.48
1:0:548:ARG:HB2 8:0:1115:HOH:O 2.13 0.48
1:S:855:MET:HB2 1:S:857:ASN:OD1 2.13 0.48
1:U:11:SER:C 1:U:13:GLY:H 2.15 0.48
1:W:333:ARG:HD3 1:W:337:ARG:NH2 2.27 0.48
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:W:356:GLY:HA2 1:W:359:ARG:NH1 2.28 0.48
1:W:393:VAL:HG21 1:W:568:CYS:O 2.13 0.48

1:W:564:ASN:H 1:W:564:ASN:HD22 1.59 0.48
1:W:763:GLU:HA 1:W:768:LYS:HA 1.95 0.48
1:A:142:SER:CB 5:A:903:MGD:O1A 2.61 0.48
1:A:823: TYR:CE2 1:A:825:PRO:HG3 2.47 0.48
2:B:13:CYS:HB3 2:B:63:TYR:HB2 1.95 0.48
2:J:216:VAL:HG13 2:J:223:GLU:HG3 1.93 0.48
1:K:394:PRO:HG3 8:K:1322:HOH:O 2.12 0.48
1:K:402:PRO:HG2 1:K:422:PHE:CE1 2.48 0.48
2:L:176:ILE:HG22 2:L:177:LYS:HG3 1.94 0.48
1:M:162:ASN:CG 1:M:437:SER:HB2 2.32 0.48
1:M:68:SER:HB3 1:M:753: TYR:CE2 2.48 0.48
2:N:198:TYR:HB3 2:N:238:ASP:HA 1.94 0.48
1:Q:296:ASN:O 1:Q:687:LYS:HB3 2.13 0.48
1:Q:166:PHE:H 1:QQ:439:LEU:HD12 1.78 0.48
1:S:231:SER:HB2 1:S:235:ARG:HH12 1.78 0.48
1:S:561:ILE:N 1:S:562:PRO:HD3 2.27 0.48
1:U:644:ASP:C 1:U:646:PRO:HD3 2.33 0.48
2:V:104:GLU:H 2:V:104:GLU:CD 2.15 0.48
1:W:644:ASP:0OD1 1:W:646:PRO:HG3 2.12 0.48
1:A:153:ARG:O 1:A:157:TYR:HB3 2.12 0.48
1:A:114:TRP:CZ2 1:A:541:PRO:HD2 2.48 0.48
1:A:69:MET:HE1 1:A:754:MET:HE3 1.94 0.48
2:D:256:TYR:HB2 2:D:274:.LEU:HD21 1.95 0.48
2:D:75:PRO:HD2 7:D:304:SF4:54 2.54 0.48
1:1:282: TRP:HA 1:1:287:SER:OG 2.13 0.48
1:1:620:PHE:CZ 1:1:625:-MET:HB3 2.48 0.48
2:P:247:VAL:O 2:P:257:SER:HA 2.13 0.48
1:U:249:ASP:CG 5:U:904:MGD:H1’ 2.34 0.48
1:U:708:ARG:HD3 8:U:1050:HOH:O 2.13 0.48
1:W:140: THR:HB 1:W:169:ALA:HB3 1.95 0.48
1:C:1:MET:CE 1:C:22:ASP:HB3 2.43 0.48
1:C:253:ASN:O 1:C:257:ARG:HG3 2.13 0.48
1:C:28:MET:HE1 1:C:67:LYS:H 1.77 0.48
1:C:748:ASP:0O 1:C:750:LYS:HE2 2.14 0.48
1:E:85:PHE:CE2 1:E:87:PRO:HG3 2.48 0.48
1:I:501:LEU:HD13 1:1:823: TYR:CD2 2.48 0.48
1:K:66:PHE:HZ 1:K:146:MET:CE 2.26 0.48
2:1:105:LEU:HB3 2:L:114:MET:CE 2.42 0.48
1:M:165:GLY:CA 1:M:166:PHE:HB3 2.36 0.48
1:0:563:ASP:HA 1:0:565:TYR:CE1 2.49 0.48
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1:Q:65:GLY:HA2 8:Q:1403:HOH:O 2.12 0.48
1:S:146:MET:HG2 5:5:903:MGD:N7 2.28 0.48
1:S:28:MET:HE1 1:S:66:PHE:CB 2.38 0.48
1:S:356:GLY:HA2 1:S:359:ARG:NH1 2.28 0.48
1:W:28:-MET:HE1 1:W:66:PHE:CB 2.37 0.48
2:X:201:ALA:CB 2:X:269:LEU:HB2 2.35 0.48
1:A:165:GLY:CA 1:A:166:PHE:HB3 2.42 0.48
1:C:146:MET:HE1 1:C:544: THR:HB 1.95 0.48
1:C:561:ILE:CG2 1:C:564:ASN:HB3 2.38 0.48
2:D:40:GLN:HE21 2:D:117:ASN:HA 1.79 0.48
2:D:4:TYR:CE2 2:D:158:LYS:HD2 2.48 0.48
2:D:71:CYS:HB3 2:D:184:PRO:CA 2.43 0.48
1:G:645:ASN:HD21 1:G:648:ARG:HB3 1.74 0.48
2:H:87:ARG:HG3 2:H:91:ILE:O 2.13 0.48
1:1:610:LYS:HB3 1:1:614:ALA:HB3 1.95 0.48
1:1:716:PRO:HB2 8:1:1523:HOH:O 2.12 0.48
2:1:166:LYS:HG2 2:1:170:GLU:OE2 2.14 0.48
1:0:553:GLU:HB3 1:0:556:ASN:HB2 1.96 0.48
1:Q:211:MET:CE 2:R:231:PHE:CZ 2.96 0.48
1:S:457:MET:HE2 8:5:1002:HOH:O 2.12 0.48
1:S:644:ASP:0O 1:S5:646:PRO:HD3 2.14 0.48
1:S:656: TRP:CD2 1:S:663:LYS:HA 2.48 0.48
2:T:131:HIS:NE2 2:T:132:LEU:HG 2.28 0.48
1:W:138:LEU:HB2 1:W:490:ILE:CD1 2.39 0.48
1:W:610:LYS:HZ3 1:W:618:GLN:HE22 1.57 0.48
2:B:245: TYR:HB2 2:B:260:VAL:HG13 1.94 0.48
2:D:129:CYS:CB 2:D:132:LEU:HD12 2.44 0.48
1:G:224:GLY:O 1:G:225:ILE:HB 2.14 0.48
1:G:66:PHE:HA 1:G:69:MET:CE 2.43 0.48
1:G:74:LEU:HD12 1:G:750:LYS:CA 2.40 0.48
1:I:753: TYR:HB3 2:J:21:MET:CE 2.43 0.48
2:1:203:1ILE:N 2:L:203:1ILE:HD12 2.29 0.48
1:M:21:LYS:CB 1:M:26:1ILE:HD11 2.44 0.48
2:N:9:ASP:HA 2:N:189:LYS:HB3 1.95 0.48
1:0:39:ALA:HB1 8:0:1277:HOH:O 2.13 0.48
3:0:901:ACT:H1 8:0:1043:HOH:O 2.13 0.48
1:Q:501:LEU:HD13 1:Q:823:TYR:CD2 2.49 0.48
1:S:701:GLN:HG3 8:S5:1661:HOH:O 2.13 0.48
1:S:870:ASP:0OD2 1:S:871:LYS:N 2.47 0.48
2:X:16:CYS:O 2:X:17:ASN:HB2 2.13 0.48
1:A:387:TRP:CZ2 1:A:389:THR:HA 2.48 0.48
1:A:610:LYS:HB3 1:A:614:ALA:HB3 1.95 0.48
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1:E:257:ARG:HD3 2:F:61:1LE:HG21 1.94 0.48
2:F:46:MET:CE 2:F:66: THR:N 2.77 0.48
1:G:721:GLN:NE2 8:G:1285:HOH:O 2.47 0.48
1:G:96:ARG:HD2 1:G:514:TYR:O 2.14 0.48
2:H:165:ALA:HA 8:H:523:HOH:O 2.14 0.48
1:1:176: TRP:O 1:1:177:GLU:C 2.51 0.48
1:1:214:PHE:HA 1:1:347:ALA:HB3 1.95 0.48
1:1:94:GLN:OE1 1:1:94:GLN:N 2.47 0.48
1:M:730:TYR:CE1 1:M:794:ASN:HA 2.49 0.48
1:0:224:GLY:O 1:0:225:1LE:HB 2.14 0.48
1:Q:776:SER:HA 1:Q:805:VAL:CG1 2.44 0.48
1:U:427:PHE:HB3 8:U:1032:HOH:O 2.14 0.48
1:A:176: TRP:CD2 1:A:193:LEU:HD12 2.49 0.48
2:B:5:TYR:CD2 2:B:164:MET:HG2 2.49 0.48
2:B:46:MET:HE1 2:B:65:PRO:CA 2.44 0.48
1:C:395:LEU:HD13 1:C:571:ARG:HG2 1.96 0.48
2:D:46:MET:HE1 2:D:66: THR:H 1.77 0.48
1:E:165:GLY:HA3 1:E:166:PHE:CB 2.33 0.48
1:E:37:VAL:HB &:E:1156:HOH:O 2.13 0.48
1:G:356:GLY:HA2 1:G:359:ARG:NHI1 2.29 0.48
1:G:790:ILE:HD13 1:G:803:ALA:HB2 1.95 0.48
1:G:753:TYR:HB3 2:H:24:MET:HE3 1.95 0.48
1:1:670:PRO:HG2 1:1:675:GLN:CD 2.34 0.48
1:M:28:-MET:HE1 1:M:67:LYS:N 2.29 0.48
1:M:449:ARG:HD2 8:M:1038:HOH:O 2.12 0.48
2:N:114:MET:HG2 8:N:519:HOH:O 2.13 0.48
1:0:571:ARG:HB2 1:0:642:VAL:HB 1.96 0.48
1:Q:56:LYS:HG2 1:Q:57:THR:O 2.14 0.48
1:Q:111:ARG:NH2 1:Q:585:GLU:OE2 2.41 0.48
2:R:177:LYS:N 2:R:178:PRO:HD3 2.29 0.48
2:V:106:LEU:HD22 2:V:114:MET:HG3 1.96 0.48
1:W:500:HIS:HA 1:W:503: THR:OG1 2.14 0.48
1:A:647:ASN:O 1:A:648:ARG:C 2.52 0.48
2:F:216:VAL:HG13 2:F:223:GLU:HG3 1.96 0.48
1:G:629:MET:HE1 1:G:634:PHE:HA 1.95 0.48
1:1:602:ILE:HD13 8:1:1075:HOH:O 2.13 0.48
1:1:528: TRP:CD2 1:1:750:LYS:HD3 2.49 0.48
2:J:124:GLN:O 2:J:125:LYS:HB3 2.14 0.48
1:K:305:ASP:0OD1 1:K:310:LYS:HD2 2.13 0.48
1:K:510: TYR:O 1:K:513:-MET:HG2 2.14 0.48
2:L:103:LYS:O 2:L:106:LEU:HG 2.14 0.48
1:M:677:CYS:C 1:M:678:ARG:HG2 2.34 0.48
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:0:501:LEU:HD13 1:0:823:TYR:CD2 2.48 0.48
1:S:141:PRO:HA 1:5:496:TYR:HB3 1.96 0.48
1:S:74:LEU:HD12 1:S:750:LYS:HA 1.95 0.48
2:T:142:-MET:HE2 2:T:146:ALA:CB 2.44 0.48
1:A:211:MET:CE 2:B:231:PHE:CZ 2.96 0.48
1:C:801:LEU:HD11 1:C:839:ILE:HD11 1.96 0.48
1:E:144:HIS:CE1 3:E:901:ACT:OXT 2.67 0.48
1:E:172:ASN:O 1:E:174:ASP:N 2.41 0.48
1:E:717:ALA:HB3 1:E:720:SER:HB3 1.94 0.48
1:E:776:SER:HA 1:E:805:VAL:HG13 1.96 0.48
1:G:197:GLU:HG3 1:G:199:TYR:CE1 2.49 0.48
1:M:649:LYS:HA 8:U:1001:HOH:O 2.14 0.48
2:N:5:TYR:CD2 2:N:164:MET:HG2 2.49 0.48
2:P:92:VAL:HG11 7:P:304:SF4:S1 2.54 0.48
2:T:68:CYS:HA 2:T:113:VAL:HG11 1.95 0.48
2:T:260:VAL:HG13 2:T:260:VAL:O 2.14 0.48
2:T:87:ARG:HG3 2:T:91:1LE:O 2.13 0.48
1:U:21:LYS:CB 1:U:26:ILE:HD11 2.43 0.48
1:U:114: TRP:CZ2 1:U:587:MET:HG2 2.48 0.48
1:W:142:SER:HB2 5:W:903:MGD:H52 1.96 0.48
1:A:250:PRO:HD3 5:A:904:MGD:C2 2.44 0.47
1:A:457:-MET:HA 1:A:516:HIS:CD2 2.49 0.47
1:C:66:PHE:HZ 1:C:146:MET:CE 2.26 0.47
1:C:744:HIS:HA 1:C:819:SER:HB3 1.95 0.47
2:D:26:GLU:HB2 2:D:144:ARG:NH1 2.29 0.47
1:E:4:VAL:HG22 1:E:21:LYS:HB2 1.95 0.47
1:E:505:THR:O 1:E:506:ALA:C 2.53 0.47
1:G:533:VAL:HB 1:G:534:PRO:HD3 1.96 0.47
1:G:708:ARG:HD2 8:G:1045:HOH:O 2.14 0.47
1:1:296:ASN:HB3 1:1:657:PHE:CZ 2.48 0.47
1:1:458:GLY:HA3 8:1:1543:HOH:O 2.15 0.47
2:J:5:TYR:HB2 2:J:157:LEU:HD12 1.96 0.47
1:K:211:MET:HE3 8:K:1452:HOH:O 2.13 0.47
2:L:50:ARG:HG2 2:L:63:TYR:CD2 2.49 0.47
1:M:173:PRO:HA 1:M:468:PHE:CE1 2.49 0.47
1:M:565:TYR:C 1:M:567:LEU:H 2.16 0.47
1:0:75:ARG:NH2 1:0:543:CYS:HA 2.29 0.47
1:0:15:PRO:HD3 1:0:554:PHE:CD1 2.49 0.47
2:P:46:MET:CE 2:P:66: THR:N 2.77 0.47
1:Q:66:PHE:HZ 1:Q:146:MET:HE1 1.78 0.47
1:S:494: TRP:HE1 1:S:525:GLN:HE21 1.62 0.47
1:S:408:GLY:HA2 1:S:619:TYR:HE1 1.78 0.47
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:U:530:GLU:O 1:U:533:VAL:HG23 2.13 0.47
1:U:146:MET:CE 1:U:544: THR:HB 2.44 0.47
1:W:855:-MET:HB2 1:W:857:ASN:OD1 2.13 0.47
1:A:42:TRP:CZ2 1:A:53:PRO:HD3 2.49 0.47
1:A:197:GLU:OE2 1:A:667:ASP:HB2 2.14 0.47
1:A:252:MET:HB3 1:A:808:CYS:HB3 1.96 0.47
1:C:174:ASP:OD1 1:C:175:SER:N 2.44 0.47
1:C:716:PRO:HB3 1:C:723:HIS:CD2 2.49 0.47
1:1:451:LYS:HG3 1:1:461:PHE:CE2 2.49 0.47
1:K:767:TYR:HB3 1:K:769:TYR:CE1 2.50 0.47
1:Q:13:GLY:0O 1:Q:59:ILE:HA 2.13 0.47
1:S:66:PHE:HA 1:S:69:MET:HE2 1.95 0.47
2:T:106:LEU:CD2 2:T:114:MET:HG3 2.44 0.47
1:S:257:ARG:HD3 2:T:61:ILE:HG21 1.96 0.47
1:U:269:GLY:HA2 1:U:362:HIS:CE1 2.48 0.47
1:U:494: TRP:HE1 1:U:525:GLN:HE21 1.60 0.47
2:V:39:MET:HG2 2:V:40:GLN:N 2.29 0.47
1:W:772:MET:HB2 1:W:801:LEU:CD1 2.44 0.47
1:A:78:TYR:CE2 1:A:111:ARG:HD2 2.49 0.47
1:A:391:GLN:HG2 1:A:567:LEU:HD23 1.95 0.47
1:A:648:ARG:NH1 8:A:1160:HOH:O 2.46 0.47
1:C:408:GLY:O 1:C:422:PHE:HE2 1.98 0.47
1:C:563:ASP:O 1:C:566:GLN:HG2 2.14 0.47
1:C:696:LYS:HD3 8:C:1682:HOH:O 2.14 0.47
1:C:753: TYR:HB3 2:D:24:MET:HE3 1.95 0.47
1:K:561:ILE:N 1:K:562:PRO:HD3 2.30 0.47
1:M:563:ASP:O 1:M:566:GLN:HG2 2.14 0.47
2:N:94:ILE:O 2:N:96:PRO:HD3 2.14 0.47
1:0:14:GLY:HA2 1:0:554:PHE:CE1 2.48 0.47
1:S:560[A]: TYR:HD1 | 1:S:561:ILE:HG13 1.80 0.47
1:S:560[B]:TYR:HD1 | 1:S:561:ILE:HG13 1.80 0.47
1:U:501:LEU:HD13 1:U:823:TYR:CD2 2.49 0.47
2:X:52:GLU:HG2 2:X:61:ILE:HD12 1.95 0.47
1:A:558:SER:H 1:A:564:ASN:ND2 2.13 0.47
1:A:772:MET:HB2 1:A:801:LEU:HD13 1.95 0.47
2:B:245: TYR:HB2 2:B:260:VAL:CG1 2.44 0.47
1:E:349:GLY:HA3 1:E:353:GLY:O 2.13 0.47
1:E:166:PHE:N 1:E:439:LEU:HD12 2.30 0.47
1:G:605:-MET:SD 1:G:605:-MET:N 2.86 0.47
2:H:56:TYR:HA 2:H:59:ASN:ND2 2.28 0.47
2:N:39:MET:HE2 2:N:45: TRP:CD2 2.49 0.47
1:0:103:GLN:CD 1:0:103:GLN:N 2.68 0.47
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:Q:394:PRO:HG3 8:Q:1324:HOH:O 2.13 0.47
1:S:744:HIS:CA 1:S:819:SER:HB3 2.44 0.47
1:S:9:ASN:HA 1:S:576:GLN:HA 1.97 0.47
1:U:75:ARG:HG2 8:U:1457:HOH:O 2.13 0.47
2:V:110:PRO:HB3 2:V:180:LEU:HD13 1.95 0.47
1:E:292: TYR:CD2 1:E:378:GLY:HA2 2.50 0.47
2:H:5:TYR:CD2 2:H:164:MET:HG2 2.49 0.47
1:K:512:LYS:HE3 1:K:830:GLY:O 2.14 0.47
1:M:476:GLN:OE1 1:M:708:ARG:NH2 2.48 0.47
1:0:730:TYR:CE1 1:0:794:ASN:HA 2.50 0.47
1:Q:66:PHE:HZ 1:Q:146:MET:CE 2.26 0.47
1:S:521:PHE:CE2 1:S:523:VAL:CG2 2.97 0.47
1:S:717:ALA:HB3 1:S:720:SER:HB3 1.95 0.47
2:X:56:TYR:CD1 2:X:57:PRO:HA 2.49 0.47
2:X:69:MET:HB2 7:X:304:SF4:52 2.55 0.47
1:A:301:GLU:CD 1:A:301:GLU:H 2.18 0.47
2:D:94:1ILE:O 2:D:96:PRO:HD3 2.14 0.47
1:E:197:GLU:OE2 1:E:665: THR:OG1 2.22 0.47
1:E:645:ASN:HD22 1:E:648:ARG:HB3 1.73 0.47
1:E:786:ASN:ND2 1:E:804:GLN:HA 2.29 0.47
2:F:175:VAL:HG22 8:F:451:HOH:O 2.14 0.47
1:G:152:TYR:CD2 1:G:154:HIS:HD2 2.32 0.47
2:H:87:ARG:HB2 2:H:89:ASP:0OD2 2.14 0.47
2:J:166:LYS:O 2:J:170:GLU:HG3 2.15 0.47
1:K:411:GLY:HA3 1:K:434:PRO:HB3 1.97 0.47
1:K:617:GLU:HG3 1:K:631:TRP:CG 2.49 0.47
1:K:695:LEU:HD22 1:K:708:ARG:HD3 1.97 0.47
1:0:400:TYR:CZ 1:0:421:LYS:HD2 2.50 0.47
1:0:847:TYR:CZ 1:0:853:CYS:HB3 2.49 0.47
1:Q:557:CYS:N 1:Q:564:ASN:HD21 1.87 0.47
1:S:452:1LE:N 1:S:453:PRO:CD 2.78 0.47
1:S:563:ASP:O 1:S:566:GLN:HG2 2.14 0.47
2:T:92:VAL:HG21 7:T:304:SF4:S1 2.55 0.47
1:U:737:PRO:HG3 5:U:904:MGD:H2’ 1.95 0.47
2:X:164:-MET:HE2 2:X:168:VAL:HG23 1.96 0.47
1:A:176: TRP:O 1:A:177:GLU:C 2.52 0.47
2:B:46:MET:HE1 2:B:65:PRO:C 2.35 0.47
1:C:171:HIS:O 1:C:467:GLY:HA2 2.14 0.47
1:E:27:ARG:NH2 2:F:132:LEU:HD21 2.30 0.47
2:F:95:ASP:HB3 2:F:98:LYS:HB2 1.96 0.47
1:G:452:ILE:HB 1:G:453:PRO:HD3 1.96 0.47
2:H:21:MET:CE 2:H:21:MET:HA 2.44 0.47
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:K:187:TRP:CH2 1:K:196:PRO:HB3 2.50 0.47
1:M:547:GLU:OE1 1:M:582:PRO:HA 2.15 0.47
1:0:696:LYS:HG3 8:0:1041:HOH:O 2.14 0.47
1:Q:691:ILE:HD11 1:Q:711:MET:CE 2.45 0.47

1:S:11:SER:C 1:S:13:GLY:H 2.17 0.47
1:U:365:GLU:OE1 1:U:365:GLU:HA 2.14 0.47
2:V:204:LEU:HD23 2:V:209:CYS:HA 1.97 0.47
1:W:394:PRO:HG3 8:W:1325:HOH:O 2.14 0.47
1:W:252:MET:HB3 1:W:808:CYS:HB3 1.97 0.47

1:A:734:MET:SD 1:A:839:ILE:HD12 2.55 0.47
1:C:628:TYR:CE2 1:C:643:PRO:HG2 2.49 0.47

2:F:247:-VAL:O 2:F:257:SER:HA 2.15 0.47
1:K:191: TRP:CD2 1:K:669:GLY:HA3 2.50 0.47
1:K:146:MET:HG2 5:K:903:MGD:N7 2.29 0.47
2:L:142:MET:HE2 2:L:146:ALA:C 2.35 0.47
1:Q:540:LEU:HA 1:Q:541:PRO:HD3 1.78 0.47
1:S:600:LEU:HB3 8:5:1078:HOH:O 2.15 0.47
2:V:70:HIS:CD2 2:V:92:VAL:H 2.23 0.47
2:B:87:ARG:HG3 2:B:91:ILE:O 2.15 0.47
1:C:223:SER:HB3 8:C:1340:HOH:O 2.14 0.47
1:G:13:GLY:HA3 1:G:63: THR:OG1 2.15 0.47
1:G:258:LEU:HG 1:G:259:VAL:HG13 1.97 0.47

1:1:580:1ILE:HA 8:1:1619:HOH:O 2.14 0.47
2:J:105:LEU:HB3 2:J:114:MET:CE 2.45 0.47
2:J:19:CYS:0O 2:J:22:GLY:N 2.48 0.47
1:M:197:GLU:OE2 1:M:665:THR:OG1 2.29 0.47
2:N:68:CYS:HB2 2:N:126:CYS:CB 2.43 0.47
1:0:561:ILE:CG2 1:0:564:ASN:HB3 2.40 0.47
2:P:87:ARG:NH2 2:P:91:ILE:HD12 2.29 0.47
1:S:114:TRP:CZ2 1:S:541:PRO:HD2 2.50 0.47
1:S:387: TRP:CZ2 1:S:389: THR:HA 2.50 0.47
1:S:55:ARG:HG3 8:S:1555:HOH:O 2.14 0.47

2:T:19:CYS:CB 2:T:145:CYS:HB3 2.26 0.47

1:U:452:ILE:N 1:U:453:PRO:CD 2.78 0.47
1:U:361:SER:OG 1:U:717:ALA:HB1 2.15 0.47
1:W:249:ASP:CG 5:W:904:MGD:H1’ 2.35 0.47

2:X:44:ARG:C 2:X:46:MET:N 2.67 0.47
2:X:94:1LE:HG22 2:X:95:ASP:H 1.78 0.47
1:E:426:MET:HE1 1:E:618:GLN:HG2 1.96 0.47

1:G:294:ALA:HA 8:G:1167:HOH:O 2.15 0.47
1:1:144:HIS:NE2 5:1:904:MGD:S13 2.87 0.47
1:I:81:LYS:HE2 1:1:82:ARG:O 2.15 0.47
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:K:571:ARG:HA 8:K:1027:HOH:O 2.13 0.47
1:K:737:PRO:CG 5:K:904:MGD:H2’ 2.45 0.47
1:M:10:SER:HB3 1:M:147:TRP:HD1 1.80 0.47

1:M:174:ASP:O 1:M:177:GLU:HG2 2.15 0.47
1:0:262:LYS:HA 8:0:1449:HOH:O 2.14 0.47
1:0:66:PHE:HA 1:0:69:MET:CE 2.45 0.47
1:Q:296:ASN:HB3 1:Q:657:PHE:CZ 2.50 0.47
1:U:530:GLU:OE2 1:U:750:LYS:NZ 2.48 0.47
1:W:378:GLY:O 1:W:381:LYS:HG2 2.15 0.47
1:W:721:GLN:NE2 8:W:1287:HOH:O 2.48 0.47
1:W:794:ASN:HD21 1:W:842:LEU:HB3 1.79 0.47
1:C:756:TYR:CZ 2:D:41:ARG:HB3 2.50 0.47
2:D:19:CYS:CA 2:D:145:CYS:HB3 2.45 0.47
2:D:252:ASP:C 2:D:254:LYS:H 2.19 0.47
1:G:617:GLU:HG3 1:G:631:TRP:CG 2.50 0.47
1:1:480: TYR:HA 8:1:1177:-HOH:O 2.15 0.47
2:J:125:LYS:HD2 2:J:126:CYS:O 2.15 0.47
2:L:52:GLU:CG 2:L:61:ILE:HD12 2.45 0.47
1:0:32:ASP:HB2 8:0:1663:HOH:O 2.14 0.47
1:0:784:ILE:HD13 1:0:790:ILE:HG21 1.97 0.47
2:P:114:MET:CB 2:P:125:LYS:HB3 2.44 0.47
1:Q:100:LEU:CD1 1:Q:105:PRO:HG3 2.43 0.47
1:Q:174:ASP:O 1:Q:177:GLU:HG2 2.14 0.47
2:T:114:MET:HE3 2:T:123:ALA:HB1 1.97 0.47
2:V:114:MET:HG2 8:V:516:HOH:O 2.15 0.47
2:V:19:CYS:HB3 2:V:145:CYS:CB 2.43 0.47
1:A:433:PHE:N 1:A:433:PHE:CD1 2.83 0.46
1:A:711:MET:O 1:A:713: THR:HG23 2.15 0.46
1:A:142:SER:HB3 5:A:903:MGD:O1A 2.14 0.46
1:C:322:GLU:HG3 1:C:327:VAL:O 2.15 0.46
1:C:744:HIS:HA 1:C:819:SER:CB 2.45 0.46
1:E:35:ASP:OD1 1:E:55:ARG:HD3 2.15 0.46
1:E:451:LYS:HG3 1:E:461:PHE:CE2 2.51 0.46
1:1:175:SER:O 1:1:359:ARG:NH2 2.47 0.46
1:1:253:ASN:O 1:1:257:ARG:HG3 2.16 0.46
1:1:414:GLU:O 1:1:414:GLU:HG3 2.14 0.46
1:K:146:MET:HE3 1:K:545:ASN:OD1 2.14 0.46
2:L:56: TYR:CD1 2:L:57:PRO:HA 2.50 0.46
1:0:426:-MET:HA 1:0:426:MET:CE 2.45 0.46
1:0:122:VAL:HG21 1:0:599:LYS:HG2 1.97 0.46
1:Q:247:PHE:O 1:Q:263: TRP:HA 2.15 0.46
1:Q:146:MET:CE 1:Q:545:ASN:OD1 2.62 0.46
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2:R:106:LEU:HD11 2:R:116: TRP:HB2 1.96 0.46
2:T:8.ILE:HG23 2:T:153:VAL:HG12 1.97 0.46
1:S:211:MET:CE 2:T:231:PHE:HZ 2.27 0.46
8:5:1335:HOH:O 2:T:29:LEU:HB2 2.15 0.46
1:U:21:LYS:HB2 1:U:26:1ILE:HD11 1.96 0.46
1:U:68:SER:HB3 1:U:753: TYR:CD2 2.50 0.46
1:U:85:PHE:CE2 1:U:87:PRO:HG3 2.50 0.46
1:W:451:LYS:HG3 1:W:461:PHE:CE2 2.49 0.46
1:W:533:VAL:HB 1:W:534:PRO:HD3 1.96 0.46
1:W:15:PRO:HD3 1:W:554:PHE:CD1 2.50 0.46
1:W:794:ASN:HD22 | 1:W:862:VAL:HG12 1.80 0.46
1:A:461:PHE:HA 8:A:1503:HOH:O 2.15 0.46
1:C:176:TRP:O 1:C:177:GLU:C 2.54 0.46
1:E:95:LEU:HA 8:E:1538:HOH:O 2.13 0.46
1:G:165:GLY:HA3 1:G:166:PHE:CB 2.29 0.46
1:1:580:ILE:HD12 8:1:1538:HOH:O 2.15 0.46
2:J:19:CYS:HB2 2:J:46:MET:HG2 1.96 0.46
2:1.:247:VAL:O 2:L:257:SER:HA 2.15 0.46
1:M:408:GLY:HA2 1:M:619:TYR:HE1 1.80 0.46
1:Q:162:ASN:HD22 1:Q:166:PHE:HE2 1.62 0.46
2:R:21:MET:CA 2:R:21:MET:CE 2.93 0.46
2:V:71:CYS:CA 2:V:184:PRO:HA 2.44 0.46
2:X:185:ARG:CB 2:X:185:ARG:NH1 2.79 0.46
2:B:5:TYR:HB2 2:B:157:LEU:HD13 1.96 0.46
1:C:540:LEU:HA 1:C:541:PRO:HD3 1.79 0.46
2:F:168:VAL:HA 2:F:173:LEU:HD12 1.98 0.46
1:G:433:PHE:N 1:G:433:PHE:CD1 2.83 0.46
1:G:451:LYS:HG3 1:G:461:PHE:CE2 2.50 0.46
1:1:162: ASN:ND2 1:1:437:SER:HB2 2.30 0.46
2:1.:185:ARG:CZ 2:1.:185:ARG:HB3 2.45 0.46
1:M:737:PRO:CG 5:M:904:MGD:H2’ 2.46 0.46
2:N:4:TYR:O 2:N:185:ARG:HD3 2.15 0.46
1:0:533:VAL:HB 1:0:534:PRO:HD3 1.97 0.46
1:0:557:CYS:H 1:0:564:ASN:ND2 2.02 0.46
2:P:96:PRO:O 2:P:100:LYS:HG3 2.15 0.46
2:T:114:MET:CA 2:T:125:LYS:HB3 2.46 0.46
2:V:64:ARG:NH1 8:V:416:HOH:O 2.48 0.46
2:X:164:MET:HE3 2:X:167:LYS:HB3 1.97 0.46
2:X:5:TYR:HB2 2:X:157:LEU:HD11 1.96 0.46
1:A:452:1LE:HB 1:A:453:PRO:HD3 1.96 0.46
2:D:56:TYR:CA 2:D:59:ASN:HD22 2.24 0.46
2:F:9:ASP:HA 2:F:189:LYS:HB3 1.98 0.46
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:76:ILE:CG2 1:G:541:PRO:HG3 2.45 0.46
2:H:71:CYS:HB2 2:H:182:THR:O 2.15 0.46
1:1:302: GLU:OE1 1:1:302: GLU:N 2.40 0.46
2:J:18:ASN:HB2 7:J:302:SF4:S1 2.56 0.46
1:K:494: TRP:HE1 1:K:525:GLN:HE21 1.63 0.46

1:M:587:MET:HG3 1:M:592:ILE:HG13 1.97 0.46
1:0:195:ASN:OD1 1:0:353:GLY:HA3 2.15 0.46
2:P:3:GLN:O 2:P:158:LYS:HA 2.15 0.46
1:Q:176:TRP:O 1:Q:177:GLU:C 2.54 0.46
1:Q:119:ASP:0OD1 1:Q:599:LYS:HE3 2.15 0.46
1:U:737:PRO:CG 5:U:904:MGD:H2’ 2.44 0.46
2:V:175:VAL:HG23 2:V:178:PRO:HG3 1.97 0.46
2:X:124:GLN:HB2 8:X:403:HOH:O 2.16 0.46
1:W:27:ARG:HB2 2:X:25:ASP:0OD1 2.15 0.46
1:C:75:ARG:NH2 1:C:543:CYS:HA 2.30 0.46
1:G:21:LYS:HB3 1:G:26:ILE:HD11 1.97 0.46
1:1:153:ARG:O 1:1:157:TYR:HB3 2.15 0.46
2:J:87:ARG:HB2 2:J:89:ASP:0OD2 2.15 0.46
1:K:501:LEU:O 1:K:507: THR:HG21 2.16 0.46
1:M:478:HIS:HD2 8:M:1206:HOH:O 1.98 0.46
1:0:218:ASP:0OD2 1:0:253:ASN:HB2 2.16 0.46
1:0:561:ILE:N 1:0:562:PRO:HD3 2.31 0.46
2:P:198:TYR:HB3 2:P:238:ASP:HA 1.98 0.46
2:P:75:PRO:HD2 7:P:304:SF4:S4 2.56 0.46
8:L:568:HOH:O 2:T:85:TYR:HB2 2.15 0.46
1:U:81:LYS:HG2 1:U:82:ARG:N 2.31 0.46
1:U:783:GLY:O 1:U:866:LYS:HD2 2.15 0.46
1:W:114:TRP:CZ2 1:W:541:PRO:HD2 2.50 0.46
2:X:142:MET:HE2 2:X:146:ALA:CB 2.46 0.46
1:A:753:TYR:OH 2:B:28:GLU:HB3 2.16 0.46
1:C:528:TRP:CE2 1:C:750:LYS:HD3 2.51 0.46
1:G:282:TRP:HA 1:G:287:SER:OG 2.15 0.46
1:1:629:MET:HE1 1:1:634:PHE:HA 1.97 0.46
1:K:784:ILE:HD13 1:K:790:ILE:HG21 1.96 0.46
1:M:200:ASP:HB3 8:M:1059:HOH:O 2.15 0.46
2:N:142:MET:HE1 2:N:146:ALA:C 2.36 0.46
1:0:155:SER:OG 1:0:409:ILE:HG12 2.15 0.46
1:Q:114:TRP:CZ2 1:Q:541:PRO:HD2 2.50 0.46
1:S:301:GLU:CD 1:S:301:GLU:H 2.19 0.46
1:U:142:SER:HB3 5:U:903:MGD:O1A 2.15 0.46
1:W:495:LYS:HD3 8:W:1109:HOH:O 2.15 0.46
1:A:501:LEU:HD13 1:A:823:TYR:CD2 2.51 0.46
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:211:MET:HE1 2:B:231:PHE:HZ 1.80 0.46
1:E:796:ARG:NH2 1:E:844:PRO:HB3 2.31 0.46

1:G:508:ASN:O 1:G:512:LYS:HG3 2.15 0.46
1:G:554:PHE:HB3 8:G:1026:HOH:O 2.16 0.46
1:G:28:MET:HE1 1:G:67:LYS:N 2.31 0.46
1:G:730:TYR:CZ 1:G:794:ASN:HA 2.51 0.46
2:L:198: TYR:HB3 2:1:238:ASP:HA 1.98 0.46

1:K:67:LYS:NZ 2:L:25:ASP:O 2.41 0.46

2:L:273:LYS:0O 2:L:274:LEU:HD23 2.15 0.46
1:0:143:SER:HB3 3:0:901:ACT:H3 1.97 0.46

1:S:253:ASN:O 1:S:257:ARG:HG3 2.14 0.46
1:U:239:LYS:HE3 8:U:1097:HOH:O 2.15 0.46
1:U:417:ALA:CB 1:U:559:GLY:HA2 2.45 0.46
1:W:337:ARG:O 1:W:341:LYS:HG2 2.15 0.46

1:W:452:1LE:N 1:W:453:PRO:CD 2.78 0.46
1:W:78:TYR:HA 1:W:541:PRO:HG2 1.97 0.46
2:X:252:ASP:HB3 2:X:254:LYS:HE2 1.96 0.46
1:A:252:MET:HE3 8:B:470:HOH:O 2.16 0.46
1:A:81:LYS:HB2 1:A:112:ILE:HD13 1.98 0.46

2:F:122:VAL:HG22 2:F:123:ALA:N 2.31 0.46

2:F:4:TYR:CE2 2:F:158:LYS:HD2 2.50 0.46

1:G:1:MET:H3 1:G:22:ASP:CG 2.18 0.46
2:H:23:CYS:HB3 2:H:39:MET:HE3 1.97 0.46
2:H:52:GLU:HG3 2:H:61:ILE:HD12 1.98 0.46
1:1:138:LEU:HB2 1:1:490:ILE:HD12 1.98 0.46

1:1:558:SER:H 1:1:564:ASN:ND2 2.14 0.46
1:K:146:-MET:CE 1:K:545:ASN:OD1 2.64 0.46

2:1:168:VAL:HG13 2:L:173:LEU:HB2 1.98 0.46
1:M:187:TRP:CH2 1:M:196:PRO:HB3 2.51 0.46

1:M:1:MET:H3 1:M:22:ASP:CG 2.19 0.46
1:0:620:PHE:CZ 1:0:625:-MET:HB3 2.51 0.46
1:0:696:LYS:HD3 8:0:1679:HOH:O 2.15 0.46
2:P:104:GLU:CD 2:P:104:GLU:H 2.18 0.46
1:Q:427:PHE:HB3 8:Q:1028:HOH:O 2.14 0.46
1:U:387: TRP:CE2 1:U:389:THR:HA 2.50 0.46
1:U:527:ILE:HG23 1:U:542:ALA:O 2.16 0.46
2:V:110:PRO:CB 2:V:180:LEU:HD13 2.46 0.46

1:W:268:ILE:O 1:W:270: THR:HG23 2.16 0.46
2:X:71:CYS:HB3 2:X:184:PRO:N 2.31 0.46
1:A:176: TRP:CE2 1:A:193:LEU:HD12 2.51 0.46

2:B:175:VAL:HG23 2:B:178:PRO:HG3 1.98 0.46
1:C:533:VAL:HB 1:C:534:PRO:HD3 1.97 0.46

Continued on next page...




Page 79

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Atom-1 Atom-2 Distance(A) | Clash(A)
2:D:254:LYS:HD2 2:D:274:.LEU:OXT 2.16 0.46
1:E:400: TYR:HA 8:E:1457:HOH:O 2.16 0.46

1:1:452:ILE:HB 1:1:453:PRO:HD3 1.98 0.46
1:1:395:LEU:HD12 1:1:566: GLN:HA 1.98 0.46
1:1:364:ILE:HD13 1:1:708:ARG:HG3 1.98 0.46

1:1:744:HIS:HA 1:1:819:SER:HB3 1.98 0.46
1:M:138:LEU:HB2 1:M:490:ILE:CD1 2.42 0.46

1:M:726:LEU:HD23 &8:M:1374:HOH:O 2.15 0.46

2:P:5:TYR:CE2 2:P:164:MET:HG2 2.51 0.46

1:S:121:VAL:O 1:S:125:1LE:HG13 2.15 0.46
1:U:284:LYS:HE2 1:U:308:LEU:HD22 1.98 0.46
1:U:124:GLU:HG3 1:U:521:PHE:CD2 2.51 0.46
2:X:164:-MET:HE2 2:X:168:VAL:CG2 2.46 0.46
2:X:168:VAL:HG21 8:X:525:HOH:O 2.15 0.46
1:A:528: TRP:CD2 1:A:750:LYS:HD3 2.51 0.46

1:C:274:LEU:O 1:C:278:ILE:HG13 2.16 0.46

1:E:166:PHE:H 1:E:439:LEU:HD12 1.80 0.46
1:E:630: THR:OG1 1:E:633:GLU:HG3 2.15 0.46
2:F:157:LEU:HD12 2:F:157:LEU:H 1.81 0.46
2:L:39:MET:HE2 2:L:45:TRP:CD2 2.51 0.46
1:M:296:ASN:HB3 1:M:657:PHE:CZ 2.51 0.46
2:P:126:CYS:HB2 8:P:462:HOH:O 2.16 0.46
1:Q:152:TYR:CD2 1:Q:154:HIS:HD2 2.34 0.46

1:U:1:MET:HB2 1:U:22:ASP:OD1 2.16 0.46
2:V:15:ASP:HB2 2:V:63:TYR:CD2 2.51 0.46

1:W:11:SER:C 1:W:13:GLY:H 2.18 0.46
1:W:495:LYS:HE3 1:W:497:GLY:O 2.16 0.46

1:W:764:VAL:O 1:W:765:ASP:HB2 2.16 0.46
1:C:211:MET:HE1 2:D:231:PHE:CZ 2.50 0.45
1:C:784:1LE:HD13 1:C:790:1ILE:HG21 1.97 0.45
1:1:610:LYS:HZ3 1:1:618:GLN:HE22 1.61 0.45

1:K:378:GLY:O 1:K:381:LYS:HG2 2.16 0.45
1:0:737:PRO:CG 5:0:904:MGD:H2’ 2.46 0.45
1:Q:75:ARG:HH21 1:Q:543:CYS:HA 1.79 0.45
2:T:83:ALA:HB1 2:T:105:LEU:HD11 1.98 0.45
1:W:173:PRO:HG3 1:W:180:HIS:CG 2.51 0.45

1:W:498:GLY:N 1:W:499:PRO:HD3 2.31 0.45
1:W:222:ASN:HA 5:W:904:MGD:H22 1.81 0.45

2:X:69:MET:N 7:X:304:SF4:S2 2.89 0.45

1:C:11:SER:C 1:C:13:GLY:H 2.18 0.45
1:C:737:PRO:CG 5:C:904:MGD:H2’ 2.46 0.45

2:D:92:VAL:O 2:D:125:LYS:NZ 2.41 0.45
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1:E:775:ASN:HA 1:E:806:THR:O 2.17 0.45
1:G:152:TYR:HD2 1:G:154:HIS:HD2 1.62 0.45
1:1:111:ARG:HB3 8:1:1473:HOH:O 2.16 0.45
2:J:87:ARG:HG3 2:J:91:1ILE:O 2.16 0.45
1:K:267:LYS:HG3 1:K:325:SER:O 2.16 0.45
1:K:656: TRP:CD2 1:K:663:LYS:HA 2.51 0.45
2:L:18:ASN:HB2 7:L:302:SF4:S1 2.56 0.45
1:M:162:ASN:HD22 1:M:166:PHE:HE?2 1.65 0.45
1:M:630:THR:O0G1 1:M:633:GLU:HG3 2.16 0.45
1:M:75:ARG:HH21 1:M:543:CYS:HA 1.80 0.45
1:Q:451:LYS:HA 1:Q:454:GLU:OE1 2.16 0.45
1:S:250:PRO:HD3 5:5:904:MGD:C2 2.46 0.45
1:S:15:PRO:HB2 1:S:31:MET:SD 2.56 0.45
1:U:620:PHE:CZ 1:U:625:MET:HB3 2.51 0.45
1:U:744:HIS:HA 1:U:819:SER:HB3 1.98 0.45
2:X:3:GLN:HB3 2:X:89:ASP:0O 2.17 0.45
1:A:187:TRP:CH2 1:A:196:PRO:HB3 2.52 0.45
1:A:366: TRP:O 1:A:370:MET:HG2 2.16 0.45
2:D:81:ASN:OD1 2:D:81:ASN:O 2.34 0.45
1:1:644:ASP:C 1:1:646:PRO:HD3 2.36 0.45
1:K:165:GLY:CA 1:K:166:PHE:HB3 2.40 0.45
2:1:44:ARG:HA 8:L:509:HOH:O 2.16 0.45
2:1L:50:ARG:HG2 2:L:63: TYR:HD2 1.82 0.45
1:M:239:LYS:HE2 8:M:1601:HOH:O 2.16 0.45
1:M:756: TYR:HB2 2:N:24:MET:HE1 1.98 0.45
2:N:21:MET:HA 2:N:21:MET:HE2 1.98 0.45
1:0:734:MET:HB2 1:0:814:VAL:HG23 1.99 0.45
2:P:39:MET:HG2 2:P:40:GLN:N 2.30 0.45
1:Q:501:LEU:HD13 1:Q:823:TYR:CG 2.51 0.45
1:S:268:1ILE:HG13 1:S:268:ILE:O 2.14 0.45
2:T:247:VAL:O 2:T:257:SER:HA 2.16 0.45
1:U:162:ASN:ND2 1:U:437:SER:HB2 2.31 0.45
1:U:482: TYR:CD1 1:U:483:PRO:HA 2.52 0.45
1:U:721:GLN:HG3 8:U:1309:HOH:O 2.15 0.45
1:W:608:GLU:HB3 1:W:610:LYS:HE3 1.97 0.45
2:X:68:CYS:CB 2:X:113:VAL:HG21 2.46 0.45
1:A:166:PHE:H 1:A:439:LEU:HD12 1.82 0.45
1:A:452:ILE:N 1:A:453:PRO:CD 2.79 0.45
1:A:460:LYS:HA 1:A:482:TYR:O 2.16 0.45
2:B:21:MET:CE 2:B:21:MET:HA 2.47 0.45
2:D:85:TYR:HA &:D:557:HOH:O 2.17 0.45
2:H:23:CYS:O 2:H:26:GLU:N 2.48 0.45
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1:1:629:MET:CE 1:1:634:PHE:HA 2.47 0.45
1:K:316:LYS:HD2 1:K:320: TRP:CH2 2.51 0.45
1:M:745:THR:HB 1:M:821:ALA:HB2 1.98 0.45

2:N:122:VAL:HG22 2:N:123:ALA:N 2.31 0.45
1:0:262:LYS:HG2 2:P:232:PHE:CE1 2.51 0.45
1:Q:670:PRO:HB3 1:Q:682:GLN:HB2 1.99 0.45
1:Q:721:GLN:NE2 8:Q:1286:HOH:O 2.50 0.45
1:S:29: THR:HG22 2:T:144:ARG:HH21 1.81 0.45
1:S:478:HIS:HD2 8:5:1211:HOH:O 1.99 0.45
1:S:13:GLY:HA3 1:S:63: THR:0G1 2.16 0.45
1:U:75:ARG:NH2 1:U:543:CYS:HA 2.31 0.45
2:V:73:ASN:HD22 2:V:73:ASN:HA 1.64 0.45
2:X:64:ARG:HD2 2:X:176:ILE:HD11 1.97 0.45
1:A:249:ASP:0OD2 5:A:904:MGD:H1’ 2.16 0.45
1:C:498:GLY:N 1:C:499:PRO:HD3 2.31 0.45
2:D:185:ARG:HB3 2:D:185:ARG:CZ 2.47 0.45
1:E:239:LYS:HG3 8:E:1513:HOH:O 2.15 0.45
2:F:199:VAL:HG12 2:F:237:PHE:HB2 1.98 0.45
2:F:92:VAL:HG11 7:F:304:SF4:S1 2.57 0.45
1:1:268:ILE:HG13 1:1:268:ILE:O 2.16 0.45
1:1:678:ARG:HD2 8:1:1590:HOH:O 2.16 0.45
1:K:701:GLN:HG3 8:K:1665:HOH:O 2.16 0.45
1:K:797:GLY:HA2 1:K:875:TYR:CE2 2.52 0.45
1:M:165:GLY:HA3 1:M:166:PHE:CB 2.30 0.45
1:M:557:CYS:H 1:M:564:ASN:ND2 1.96 0.45
1:M:717:ALA:HB3 1:M:720:SER:HB3 1.98 0.45
1:0:269:GLY:HA2 1:0:362:HIS:CG 2.51 0.45
1:0:44:.1LE:HG21 1:0:206:LEU:HD12 1.98 0.45
1:0:505:THR:O 1:0:506:ALA:C 2.55 0.45
1:Q:265:SER:O 1:Q:810:GLN:NE2 2.50 0.45
1:S:100:LEU:CD1 1:S:105:PRO:HG3 2.46 0.45
1:S:55:ARG:HD2 8:5:1644:HOH:O 2.17 0.45
1:U:421:LYS:HA 1:U:424: TRP:HD1 1.82 0.45
1:U:561:ILE:CG2 1:U:564:ASN:HB3 2.45 0.45
1:W:701:GLN:HG3 8:W:1660:HOH:O 2.17 0.45
1:W:725:PRO:HD2 8:W:1197:HOH:O 2.17 0.45
1:A:816:SER:HB3 1:A:839:ILE:HG13 1.98 0.45
2:B:56:TYR:HA 2:B:59:ASN:HD22 1.79 0.45
2:B:69:MET:HB3 2:B:184:PRO:HB3 1.98 0.45
1:C:452:1LE:N 1:C:453:PRO:CD 2.79 0.45
1:C:75:ARG:HH22 1:C:547:GLU:CD 2.20 0.45
1:E:738:HIS:HE2 5:E:903:MGD:H15 1.64 0.45
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2:F:142:MET:CE 2:F:146:ALA:HB1 2.46 0.45
2:H:58:ARG:HD2 2:H:268:ASP:0OD1 2.17 0.45
1:K:400:TYR:CE1 1:K:421:LYS:HD2 2.52 0.45
1:K:708:ARG:HD2 8:K:1046:HOH:O 2.16 0.45
1:K:730: TYR:CE1 1:K:794:ASN:HA 2.51 0.45

1:M:265:SER:O 1:M:810:GLN:NE2 2.48 0.45
1:0:15:PRO:HD2 8:0:1003:HOH:O 2.16 0.45
2:R:69:MET:HB3 2:R:184:PRO:HB3 1.99 0.45

1:S:434:PRO:O 1:5:436:PRO:HD3 2.16 0.45
1:S:79:PRO:HB2 1:S:112:ILE:O 2.15 0.45
1:W:214:PHE:HA 1:W:347:ALA:HB3 1.99 0.45
1:W:56:LYS:HG2 1:W:57:-THR:N 2.32 0.45
1:W:62: TYR:HB3 1:W:742:SER:HA 1.99 0.45

1:W:773:ARG:HH11 | 1:W:773:ARG:HG3 1.81 0.45

1:A:117:ALA:O 1:A:121:VAL:HG23 2.16 0.45

1:C:66:PHE:HZ 1:C:146:MET:HE3 1.81 0.45
1:E:563:ASP:HA 1:E:565:TYR:CE1 2.52 0.45

1:G:103:GLN:N 1:G:103:GLN:CD 2.70 0.45

2:H:59:ASN:H 2:H:59:ASN:ND2 2.15 0.45
1:1:100:LEU:CD1 1:1:105:PRO:HG3 2.46 0.45

1:1:247:PHE:CZ 1:1:255: THR:HG22 2.52 0.45

1:M:498:GLY:N 1:M:499:PRO:HD3 2.32 0.45
1:M:839:ILE:HA 1:M:839:1LE:HD13 1.86 0.45
1:0:359:ARG:HG3 1:0:359:ARG:O 2.17 0.45
1:0:425:ARG:HD3 1:0:622:ALA:O 2.16 0.45

2:P:4:TYR:CZ 2:P:158:LYS:HD2 2.52 0.45
1:Q:426:MET:HE2 1:Q:618:GLN:HG2 1.98 0.45
1:Q:617:GLU:HG3 1:Q:631:TRP:CG 2.52 0.45
2:X:141:LYS:HA 8:X:502:HOH:O 2.15 0.45
1:G:75:ARG:HH22 1:G:547:GLU:CD 2.19 0.45
2:H:21:MET:HE2 2:H:21:MET:HA 1.99 0.45
1:1:786:ASN:ND2 1:1:804:GLN:HA 2.32 0.45
1:K:426:-MET:HA 1:K:426:MET:CE 2.47 0.45

2:N:247:VAL:O 2:N:257:SER:HA 2.17 0.45
2:N:70:HIS:HD2 2:N:92:VAL:N 2.03 0.45
1:Q:103:GLN:CD 1:Q:103:GLN:N 2.70 0.45

1:S:505:THR:O 1:S:506:ALA:C 2.56 0.45
1:S:772:MET:HB2 1:S:801:LEU:HD13 1.98 0.45
1:S:99:GLY:HA2 1:S:102:LYS:HG2 1.98 0.45
1:U:642:VAL:HA 1:U:643:PRO:HD3 1.84 0.45
1:U:144:HIS:HB2 5:U:903:MGD:0O1B 2.17 0.45
1:W:253:ASN:O 1:W:257:ARG:HG3 2.17 0.45
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1:W:730:TYR:CE1 1:W:794:ASN:HA 2.52 0.45
1:A:282: TRP:HA 1:A:287:SER:OG 2.17 0.45
2:B:106:LEU:HD11 2:B:116: TRP:HB2 1.99 0.45
1:E:15:PRO:HD3 1:E:554:PHE:CD1 2.52 0.45
1:E:501:LEU:HD13 1:E:823: TYR:CG 2.52 0.45
2:F:245:TYR:HB2 2:F:260:VAL:CG1 2.47 0.45
1:G:140: THR:O 1:G:140: THR:HG23 2.17 0.45
1:G:404:TYR:CD1 1:G:405:ALA:N 2.85 0.45
1:G:741:PHE:CD2 1:G:757:ILE:HD13 2.52 0.45
2:H:211:GLU:HB2 2:H:231:PHE:HA 1.98 0.45
1:1:563:ASP:HA R:1:1045:HOH:O 2.17 0.45
1:K:395:LEU:HD12 1:K:566:GLN:HA 1.99 0.45
1:K:644:ASP:C 1:K:646:PRO:HD3 2.36 0.45
1:K:725:PRO:HD2 8:K:1196:HOH:O 2.15 0.45
2:N:59:ASN:H 2:N:59:ASN:ND2 2.15 0.45
1:0:683: THR:HB 1:0:689:GLU:OFE1 2.17 0.45
2:P:210:PHE:O 2:P:233:GLY:HA2 2.17 0.45
1:Q:152: TYR:HD2 1:Q:154:HIS:HD2 1.64 0.45
2:T:252:ASP:C 2:T:254:LYS:H 2.19 0.45
1:U:224:GLY:O 1:U:225:1ILE:HB 2.17 0.45
1:U:426:MET:HA 1:U:426:MET:CE 2.47 0.45
2:V:8:ILE:HG23 2:V:153:VAL:CG1 2.47 0.45
1:W:426:-MET:HE1 1:W:618:GLN:CG 2.44 0.45
1:W:75:ARG:HH21 1:W:543:CYS:HA 1.82 0.45
1:W:730:TYR:CZ 1:W:794:ASN:HA 2.52 0.45
1:W:95:LEU:HD21 8:W:1493:HOH:O 2.17 0.45
1:A:253:ASN:O 1:A:257:ARG:HG3 2.17 0.45
2:B:73:ASN:HB3 2:B:182: THR:HA 1.99 0.45
1:C:142:SER:HB3 5:C:903:MGD:O1A 2.17 0.45
1:C:201:LEU:HD13 1:C:387:TRP:HB2 1.99 0.45
1:C:729:LYS:NZ 8:C:1135:HOH:O 2.45 0.45
1:E:426:MET:HE1 1:E:618:GLN:CG 2.46 0.45
1:E:610:LYS:HZ1 1:E:618:GLN:NE2 2.07 0.45
1:G:339: TRP:CH2 1:G:346:LEU:HD13 2.52 0.45
1:G:394:PRO:HG3 8:G:1323:HOH:O 2.16 0.45
2:H:46:MET:HE1 2:H:65:PRO:CA 2.47 0.45
2:H:72:GLU:OE1 2:H:183:LYS:HD2 2.17 0.45
1:1:128:ILE:HD13 1:1:492:MET:HB2 1.99 0.45
1:K:224:GLY:O 1:K:225:ILE:HB 2.16 0.45
1:M:433:PHE:CD1 1:M:433:PHE:N 2.85 0.45
2:N:164:-MET:O 2:N:168:VAL:HG23 2.18 0.45
1:0:249:ASP:CG 5:0:904:MGD:H1’ 2.37 0.45
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:Q:253:ASN:O 1:Q:257:ARG:HG3 2.16 0.45
1:Q:257:ARG:HD3 2:R:61:ILE:HG21 1.98 0.45
1:S:387: TRP:CE2 1:S:389: THR:HA 2.52 0.45
2:T:141:LYS:HA 8:T:497:HOH:O 2.17 0.45
2:T:217:LEU:HB2 2:T:237:PHE:CE1 2.52 0.45
2:T:87:ARG:HB2 2:T:89:ASP:0D2 2.16 0.45
1:U:454:GLU:HA 8:U:1002:HOH:O 2.16 0.45
1:U:857:ASN:HB3 5:U:903:MGD:N19 2.31 0.45
1:W:806:THR:OG1 1:W:807:GLU:N 2.49 0.45
1:W:857:ASN:HB3 5:W:903:MGD:N19 2.32 0.45
1:A:353:GLY:O 1:A:354: TRP:HB2 2.17 0.44
1:A:786:ASN:ND2 1:A:804:GLN:HA 2.32 0.44
1:C:214:PHE:HA 1:C:347:ALA:HB3 1.99 0.44
1:C:393:VAL:HA 1:C:394:PRO:HD3 1.77 0.44
1:E:565:TYR:C 1:E:567:LEU:H 2.21 0.44
2:F:19:CYS:O 2:F:22:GLY:N 2.47 0.44
2:H:23:CYS:HB3 2:H:39:MET:CE 2.47 0.44
1:1:719:GLU:O 1:1:859: THR:HB 2.17 0.44
1:K:21:LYS:HB3 1:K:26:1ILE:HD11 1.98 0.44
1:K:720:SER:O 1:K:724:SER:HB3 2.17 0.44
1:K:823:TYR:CE2 1:K:825:PRO:HG3 2.51 0.44
1:K:855:MET:HB2 1:K:855:-MET:HE2 1.79 0.44
1:M:452:1LE:HB 1:M:453:PRO:HD3 1.99 0.44
1:M:426:MET:HE3 1:M:622:ALA:HB2 1.99 0.44
1:0:166:PHE:H 1:0:439:LEU:HD12 1.82 0.44
1:0:28: MET:CE 1:0:67:LYS:H 2.28 0.44
1:Q:656: TRP:CD2 1:Q:663:LYS:HA 2.51 0.44
1:W:704:ILE:HG23 8:W:1649:HOH:O 2.17 0.44
1:W:816:SER:OG 1:W:839:ILE:HG13 2.18 0.44
2:X:84:VAL:CG2 2:X:94:ILE:HG12 2.40 0.44
1:C:138:LEU:HB2 1:C:490:1ILE:HD12 1.98 0.44
1:C:610:LYS:HZ3 1:C:618:GLN:HE22 1.61 0.44
1:C:797:GLY:HA2 1:C:875:TYR:CE2 2.52 0.44
1:C:806:THR:OG1 1:C:807:GLU:N 2.50 0.44
1:E:251:HIS:O 1:E:253:ASN:N 2.50 0.44
1:E:493:PHE:HB2 1:E:519:LEU:HD21 1.98 0.44
1:E:362:HIS:HB3 1:E:717:ALA:HB2 1.99 0.44
2:F:176:1LE:HG22 2:F:177:LYS:HG3 1.98 0.44
2:F:68:CYS:HB3 2:F:126:CYS:HB3 1.94 0.44
1:1:296:ASN:O 1:1:687:LYS:HB3 2.17 0.44
1:K:263: TRP:CZ2 1:K:265:SER:HB2 2.52 0.44
1:K:28:MET:CE 1:K:66:PHE:HB3 2.47 0.44
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:1:92:VAL:HG11 7:L:304:SF4:S1 2.56 0.44
1:M:291:GLU:CD 1:M:291:GLU:H 2.21 0.44

2:P:252:ASP:C 2:P:254:LYS:H 2.21 0.44
1:Q:857:ASN:HB3 5:Q:903:MGD:N19 2.32 0.44
1:S:797:GLY:HA2 1:S:875:TYR:CE2 2.52 0.44
1:U:847:TYR:CZ 1:U:853:CYS:HB3 2.52 0.44
1:W:224:GLY:O 1:W:225:1LE:HB 2.17 0.44
1: W:212:ILE:CD1 1:W:238:LEU:HD13 2.47 0.44

1:W:393:VAL:HG23 1:W:566:GLN:O 2.17 0.44
1:W:770: TRP:HB3 1:W:801:LEU:CD2 2.47 0.44

2:X:51:ARG:O 2:X:61:ILE:HG13 2.16 0.44
1:A:144:HIS:HB2 5:A:903:MGD:0O1B 2.17 0.44

2:B:68:CYS:CB 2:B:126:CYS:CB 2.91 0.44
1:C:144:HIS:CE1 1:C:226:TYR:HH 2.36 0.44
1:E:400: TYR:CE1 1:E:421:LYS:HD2 2.52 0.44
1:E:533:VAL:HB 1:E:534:PRO:HD3 1.99 0.44

1:G:176:TRP:O 1:G:177:GLU:C 2.55 0.44
2:H:68:CYS:HB2 2:H:126:CYS:HB3 1.98 0.44

2:H:204:LEU:HD23 2:H:209:CYS:HA 1.99 0.44
1:1:249:ASP:0OD2 5:1:904:MGD:H1’ 2.17 0.44
1:1:736:SER:OG 5:1:903:MGD:N19 2.44 0.44
1:M:391:GLN:HG2 1:M:567:LEU:CD2 2.47 0.44
1:0:277:ALA:HA 1:0:316:LYS:0O 2.16 0.44
2:P:77:-VAL:HG22 2:P:84:VAL:HG12 1.97 0.44
1:W:445:GLN:HB2 1:W:484:ALA:HB3 1.99 0.44
1:W:576:GLN:HB3 8:W:1108:HOH:O 2.17 0.44
1:W:790:ILE:HD13 1:W:803:ALA:HB2 1.99 0.44
1:A:211:MET:HE3 2:B:231:PHE:CZ 2.52 0.44
1:A:211:MET:CE 2:B:231:PHE:HZ 2.30 0.44
1:E:322:GLU:HG3 1:E:327:VAL:O 2.18 0.44
2:1.:162:GLU:H 2:1:162:GLU:CD 2.20 0.44
1:M:730:TYR:HB3 1:M:862:VAL:CA 2.48 0.44
1:M:9:ASN:HA 1:M:576:GLN:HA 1.99 0.44
2:P:23:CYS:HB3 2:P:39:MET:HE1 1.98 0.44
1:Q:776:SER:HA 1:Q:805:VAL:HG13 1.99 0.44
2:T:70:HIS:CD2 2:T:92:VAL:H 2.33 0.44
1:U:201:LEU:HD13 1:U:387: TRP:HB2 2.00 0.44
1:U:393:VAL:CG1 1:U:395:LEU:HG 2.47 0.44
1:U:756:TYR:HD1 2:V:24:MET:HE1 1.82 0.44
1:A:629:MET:CE 1:A:634:PHE:HA 2.46 0.44

2:B:247:VAL:O 2:B:257:SER:HA 2.18 0.44
1:C:165:GLY:CA 1:C:166:PHE:HB3 2.45 0.44
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:56:LYS:HG2 1:G:57:THR:O 2.17 0.44
2:H:106:LEU:HD11 2:H:116: TRP:HB2 1.99 0.44
1:K:269:GLY:HA2 1:K:362:HIS:CE1 2.53 0.44
1:K:452:1LE:N 1:K:453:PRO:CD 2.80 0.44
2:1:105:LEU:HB3 2:L:114-MET:HE1 2.00 0.44
1:M:564:ASN:H 1:M:564:ASN:HD22 1.65 0.44
2:N:17:ASN:HB2 8:N:563:HOH:O 2.16 0.44
1:0:15:PRO:HD3 1:0:554:PHE:CE1 2.51 0.44
1:0:471:GLY:HA3 1:0:475:HIS:CE1 2.53 0.44
2:R:23:CYS:O 2:R:26:GLU:N 2.48 0.44
2:T:185:ARG:HB3 2:T:185:ARG:CZ 2.48 0.44
1:U:66:PHE:HZ 1:U:146:MET:CE 2.30 0.44
1:U:302:GLU:N 1:U:302:GLU:OE1 2.46 0.44
1:U:414:GLU:O 1:U:414:GLU:CG 2.65 0.44
1:W:9:ASN:HA 1:W:576:GLN:HA 1.98 0.44
2:X:157:LEU:HD12 2:X:157:LEU:O 2.18 0.44
2:X:3:GLN:NE2 2:X:161:PRO:HG3 2.32 0.44
2:X:203:ILE:HD12 2:X:203:ILE:N 2.32 0.44
1:A:56:LYS:HG2 1:A:57:THR:O 2.18 0.44
1:A:142:SER:OG 5:A:903:MGD:O1A 2.26 0.44
1:C:400: TYR:CE1 1:C:421:LYS:HD2 2.53 0.44
2:D:19:CYS:CB 2:D:46:MET:HG2 2.45 0.44
1:E:75:ARG:HH21 1:E:543:CYS:HA 1.83 0.44
2:F:40:GLN:NE2 2:F:118:GLU:H 2.16 0.44
1:1:12: THR:O 1:1:226: TYR:HA 2.17 0.44
1:K:501:LEU:HD13 1:K:823:TYR:CD2 2.53 0.44
1:M:571:ARG:HA 8:M:1026:HOH:O 2.18 0.44
1:Q:757:ILE:HD11 8:R:566:HOH:O 2.16 0.44
1:S:656: TRP:CG 1:S:663:LYS:HA 2.53 0.44
1:S:27:ARG:NH2 2:T:132:LEU:HD21 2.31 0.44
1:U:753: TYR:CE1 2:V:28:GLU:HG3 2.53 0.44
2:X:126:CYS:HB2 8:X:468:HOH:O 2.18 0.44
2:X:247:-VAL:O 2:X:257:SER:HA 2.18 0.44
1:A:489:LYS:HG3 8:A:1214:HOH:O 2.17 0.44
1:A:708:ARG:HD2 8:A:1046:HOH:O 2.18 0.44
1:E:857:ASN:HB3 5:E:903:MGD:N19 2.33 0.44
2:F:87:ARG:HG3 2:F:91:1LE:O 2.18 0.44
1:G:141:PRO:HD3 1:G:157:TYR:CZ 2.53 0.44
1:1:85:PHE:CE2 1:I:87:PRO:HG3 2.52 0.44
1:0:588:SER:HA 8:0:1370:HOH:O 2.18 0.44
1:0:610:LYS:HB3 1:0:614:ALA:HB3 1.98 0.44
1:Q:716:PRO:HB3 1:Q:723:HIS:CD2 2.53 0.44
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:Q:770: TRP:HB3 1:QQ:801:LEU:HD23 2.00 0.44
2:R:142:MET:CE 2:R:146:ALA:HB1 2.48 0.44
2:T:49:GLU:HG3 2:T:64:ARG:HH21 1.80 0.44
1:U:144:HIS:CE1 1:U:225:ILE:HD11 2.53 0.44

1:U:452:1ILE:HB 1:U:453:PRO:HD3 2.00 0.44
1:U:676:VAL:HG13 8:U:1058:HOH:O 2.18 0.44
1:W:118:THR:O 1:W:122:VAL:HG23 2.18 0.44
2:B:157:LEU:N 2:B:157:LEU:HD12 2.33 0.44
1:A:67:LYS:NZ 2:B:25:ASP:O 2.50 0.44
1:C:433:PHE:N 1:C:433:PHE:CD1 2.86 0.44
1:E:292: TYR:HE1 1:E:658:ALA:HA 1.81 0.44
1:G:105:PRO:HD2 8:G:1427:HOH:O 2.18 0.44
1:G:200:ASP:HB3 8:G:1059:HOH:O 2.18 0.44
1:G:66:PHE:HA 1:G:69:MET:HE2 1.98 0.44
1:1:159:ARG:O 1:1:163:MET:HG3 2.18 0.44
1:K:498:GLY:N 1:K:499:PRO:HD3 2.32 0.44
1:K:66:PHE:HA 1:K:69:MET:HE2 2.00 0.44
2:L:71:.CYS:CA 2:L:184:PRO:HA 2.44 0.44
1:0:68:SER:HB3 1:0:753: TYR:CD2 2.52 0.44
2:P:46:MET:HE1 2:P:65:PRO:CA 2.47 0.44
1:Q:47:ARG:HD2 1:QQ:241:LEU:HD22 2.00 0.44
1:Q:28:MET:CE 1:Q:66:PHE:HB3 2.47 0.44
2:R:70:HIS:HD2 2:R:92:VAL:N 2.03 0.44
2:T:129:CYS:HB3 2:T:131:HIS:HE1 1.79 0.44
2:T:21:MET:CE 2:T:24:-MET:HE2 2.48 0.44
1:U:76:ILE:HA 1:U:77:PRO:HD3 1.82 0.44
1:W:75:ARG:NH2 1:W:547:GLU:OE1 2.43 0.44
1:W:362:HIS:HB3 1:W:717:ALA:HB2 1.99 0.44
1:W:748:ASP:O 1:W:750:LYS:HG3 2.17 0.44
1:W:737:PRO:CG 5:W:904:MGD:H2’ 2.48 0.44
1:A:155:SER:OG 1:A:409:ILE:HG12 2.18 0.44
1:A:565: TYR:C 1:A:567:LEU:H 2.21 0.44
1:C:790:ILE:HD13 1:C:803:ALA:HB2 2.00 0.44
1:1:81:LYS:HB2 1:1:112:ILE:HD13 1.99 0.44
1:1:540:LEU:HA 1:1:541:PRO:HD3 1.76 0.44
1:1:625:-MET:N 1:1:626:PRO:CD 2.81 0.44
1:1:847:TYR:CZ 1:1:853:CYS:HB3 2.52 0.44
1:K:311:THR:HG21 8:K:1500:HOH:O 2.17 0.44
1:K:730:TYR:CZ 1:K:794:ASN:HA 2.52 0.44
2:N:176:ILE:HG22 2:N:177:LYS:HG3 1.99 0.44
2:N:211:GLU:HB2 2:N:231:PHE:HA 1.99 0.44
2:P:59:ASN:HD22 2:P:59:ASN:H 1.64 0.44
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:S:426:MET:HA 1:S:426:MET:HE3 1.99 0.44
1:S5:427.:PHE:CG 1:S:434:PRO:HG3 2.53 0.44
1:U:28:MET:CE 1:U:67:LYS:N 2.81 0.44

2:V:129:CYS:HB3 2:V:131:HIS:CE1 2.53 0.44
2:X:152:PHE:CD1 2:X:152:PHE:N 2.86 0.44
2:X:73:ASN:HD22 2:X:73:ASN:C 2.21 0.44
2:B:53:ARG:HB2 2:B:60:ASP:0OD1 2.17 0.43
1:C:15:PRO:HD3 1:C:554:PHE:CD1 2.53 0.43
1:C:66:PHE:CZ 1:C:146:MET:HE3 2.53 0.43
1:C:144:HIS:NE2 5:C:904:MGD:S13 2.91 0.43
2:H:27:-HIS:HE1 8:H:472:HOH:O 2.00 0.43
1:1:265:SER:O 1:1:810: GLN:NE2 2.51 0.43
1:1:499:PRO:HG3 5:1:903:MGD: 0%’ 2.18 0.43
1:K:39:ALA:HA 1:K:40:PRO:HD3 1.89 0.43
2:L:2:GLU:HG2 2:L:158:LYS:HG2 1.99 0.43
1:Q:339: TRP:CH2 1:QQ:346:LEU:HD13 2.54 0.43
1:Q:39:ALA:HA 1:Q:40:PRO:HD3 1.88 0.43
1:S:277:ALA:HB2 1:S:321:ALA:HB2 2.00 0.43
2:T:177:LYS:HA 2:T:179:GLU:OE1 2.18 0.43
1:U:353:GLY:O 1:U:354: TRP:HB2 2.18 0.43
1:U:571:ARG:HA 8:U:1030:HOH:O 2.18 0.43
1:W:156: THR:HB 8:W:1302:HOH:O 2.18 0.43
2:X:179:GLU:HG2 2:X:180:LEU:H 1.81 0.43
2:X:1:MET:SD 2:X:88:GLU:HB3 2.58 0.43
1:A:602:ILE:CG2 8:A:1075:HOH:O 2.64 0.43
1:A:28:MET:HE1 1:A:66:PHE:HB3 2.01 0.43
2:F:58:ARG:HD2 2:F:268:ASP:OD1 2.18 0.43
2:H:210:PHE:CE2 2:H:251:ALA:HB1 2.53 0.43
2:H:21:MET:HB2 8:H:562:HOH:O 2.18 0.43
2:H:95:ASP:HB3 2:H:98:LYS:HB2 1.99 0.43
1:K:277:ALA:HB2 1:K:321:ALA:HB2 2.00 0.43
1:K:676:VAL:HG13 8:K:1054:HOH:O 2.18 0.43
2:N:23:CYS:HB3 2:N:39:MET:HE3 2.00 0.43
1:Q:452:1LE:N 1:Q:453:PRO:CD 2.81 0.43
1:Q:670:PRO:HG2 1:Q:675:GLN:CD 2.39 0.43
1:S:138:LEU:HB2 1:S:490:ILE:HD12 2.00 0.43
1:U:187:TRP:CH2 1:U:196:PRO:HB3 2.53 0.43
1:U:197:GLU:OE2 1:U:667:ASP:HB2 2.19 0.43
1:U:182:GLY:HA3 1:U:364:ILE:HG23 2.00 0.43
2:V:90:GLY:HA3 2:V:185:ARG:CZ 2.48 0.43
1:W:452:ILE:HB 1:W:453:PRO:HD3 2.00 0.43
1:W:564:ASN:C 1:W:566:GLN:N 2.72 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:676:VAL:HG13 8:A:1054:HOH:O 2.16 0.43
1:C:495:LYS:HD2 1:C:514:TYR:OH 2.19 0.43
1:C:649:LYS:HE2 8:C:1465:HOH:O 2.17 0.43
1:E:111:ARG:NH2 1:E:585:GLU:OE2 2.48 0.43
1:G:153:ARG:O 1:G:157:TYR:HB3 2.19 0.43
2:H:18:ASN:HB2 7:H:302:SF4:S1 2.58 0.43
2:H:75:PRO:HD2 7:H:304:SF4:54 2.58 0.43
1:1:387: TRP:CZ2 1:1:389: THR:HA 2.54 0.43
1:1:67:-LYS:NZ 2:J:25:ASP:O 2.48 0.43
2:J:39:MET:HE2 2:J:45:TRP:CD2 2.53 0.43
1:K:13:GLY:HA3 1:K:63:THR:OG1 2.19 0.43
2:1:40:GLN:HE22 2:L:117:ASN:HA 1.82 0.43
1:M:404:TYR:CD1 1:M:405:ALA:N 2.86 0.43
1:Q:11:SER:HA 1:Q:147:'TRP:HB2 2.00 0.43
1:Q:176: TRP:CE2 1:Q:193:LEU:HD12 2.54 0.43
2:R:159:THR:OG1 2:R:160: THR:N 2.52 0.43
2:R:213:ALA:HB1 2:R:251:ALA:HB2 2.00 0.43
2:T:106:LEU:HD23 2:T:114:-MET:CE 2.48 0.43
2:T:201:ALA:HB2 2:T:269:LEU:HB2 2.00 0.43
1:S:263: TRP:HZ3 2:T:59:ASN:HD21 1.67 0.43
2:V:142:MET:HE2 2:V:146:ALA:C 2.39 0.43
2:X:56: TYR:HA 2:X:59:ASN:ND2 2.33 0.43
1:A:776:SER:HA 1:A:805:VAL:HG13 2.01 0.43
1:C:726:LEU:HB2 8:C:1197:HOH:O 2.17 0.43
2:D:210:PHE:CE2 2:D:251:ALA:HB1 2.54 0.43
2:D:21:MET:HE3 &:D:567:HOH:O 2.18 0.43
1:E:200:ASP:HB3 8:E:1061:HOH:O 2.18 0.43
2:H:112:GLY:HA2 8:H:518:HOH:O 2.17 0.43
1:I:1:MET:H3 1:1:22:ASP:CG 2.22 0.43
1:1:478:HIS:HD2 8:1:1207:HOH:O 2.00 0.43
1:K:21:LYS:HG2 1:K:22:ASP:0D2 2.18 0.43
2:L:21:MET:HE2 2:L:21:MET:HA 2.00 0.43
1:Q:597:ALA:HB1 1:Q:603:GLU:HA 2.00 0.43
1:Q:96:ARG:HH12 1:Q:519:LEU:HB3 1.81 0.43
1:U:223:SER:HB2 8:U:1036:HOH:O 2.17 0.43
1:U:630: THR:OG1 1:U:633:GLU:HG3 2.18 0.43
2:V:5:TYR:CE2 2:V:164:MET:HG2 2.53 0.43
2:X:4:TYR:CZ 2:X:158:LYS:HD2 2.53 0.43
2:X:210:PHE:CE2 2:X:251:ALA:HB1 2.52 0.43
2:X:46:MET:HE1 2:X:66:THR:N 2.34 0.43
1:A:211:MET:O 1:A:344: THR:HA 2.18 0.43
1:A:39:ALA:HA 1:A:40:PRO:HD3 1.87 0.43
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1:C:406:GLU:O 1:C:418:ALA:HB2 2.18 0.43
1:C:446:HIS:CD2 1:C:466:LYS:HG3 2.54 0.43
1:C:625:MET:N 1:C:626:PRO:CD 2.82 0.43
1:C:144:HIS:HB2 5:C:903:MGD:O1B 2.19 0.43
1:E:288: TYR:HB2 1:E:376:-MET:O 2.17 0.43
1:G:797:GLY:HA2 1:G:875:TYR:CZ 2.54 0.43
2:J:204:LEU:O 2:J:274:.LEU:N 2.51 0.43
2:J:58:ARG:HD2 2:J:268:ASP:0OD1 2.18 0.43
2:1L:64:ARG:NH1 8:L:419:HOH:O 2.43 0.43
1:0:656: TRP:CD2 1:0:663:LYS:HA 2.54 0.43
1:0:797:GLY:HA2 1:0:875:TYR:CE2 2.54 0.43
1:Q:478:HIS:HD2 8:Q:1208:HOH:O 2.00 0.43
2:R:210:PHE:HD2 2:R:213:ALA:HB2 1.84 0.43
1:S:610:LYS:HB3 1:S:614:ALA:HB3 1.99 0.43
1:U:269:GLY:HA2 1:U:362:HIS:CG 2.52 0.43
1:U:349:GLY:HA3 1:U:353:GLY:O 2.18 0.43
1:U:744:HIS:HA 1:U:819:SER:CB 2.49 0.43
1:W:104:ASP:N 1:W:105:PRO:HD3 2.34 0.43
1:W:25:ILE:HG13 1:W:580:ILE:HG21 1.99 0.43
2:D:204:LEU:HD23 2:D:209:CYS:HA 2.01 0.43
1:E:291:GLU:H 1:E:291:GLU:CD 2.22 0.43
1:E:866:LYS:HE2 1:E:866:LYS:HB3 1.84 0.43
2:F:2:GLU.HG2 2:F:158:LYS:HG2 2.01 0.43
1:G:393:VAL:HA 1:G:394:PRO:HD3 1.79 0.43
1:1:218:ASP:0D2 1:1:253:ASN:HB2 2.18 0.43
1:I1:753: TYR:HB3 2:J:21:MET:HE2 2.01 0.43
1:M:117:ALA:O 1:M:121:VAL:HG23 2.19 0.43
1:M:152: TYR:CD2 1:M:154:HIS:HD2 2.36 0.43
1:0:69:MET:HE1 1:0:754:MET:HE3 2.00 0.43
2:P:56: TYR:CD1 2:P:57:PRO:HA 2.54 0.43
1:Q:408:GLY:HA2 1:Q:619:TYR:HE1 1.83 0.43
1:Q:558:SER:H 1:Q:564:ASN:ND2 2.16 0.43
1:Q:657:PHE:CE1 1:Q:681:LEU:HG 2.54 0.43
1:S:550:ASP:HA 1:S5:616:CYS:SG 2.58 0.43
1:S:738:HIS:HE?2 5:5:903:MGD:H15 1.66 0.43
1:S:850:LYS:NZ 8:5:1283:HOH:O 2.51 0.43
1:S:249:ASP:CG 5:5:904:MGD:H1’ 2.39 0.43
1:U:498:GLY:N 1:U:499:PRO:HD3 2.33 0.43
1:U:571:ARG:HB2 1:U:642:VAL:HB 2.01 0.43
1:U:730: TYR:HB3 1:U:862:VAL:C 2.39 0.43
2:V:210:PHE:CE2 2:V:251:ALA:HBI1 2.54 0.43
2:X:106:LEU:HD22 2:X:114:MET:O 2.18 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:X:26:GLU:HB2 2:X:144:ARG:NH1 2.34 0.43
1:A:426:MET:HE1 1:A:618:GLN:O 2.18 0.43
1:A:76:ILE:HG22 1:A:541:PRO:HG3 1.99 0.43

2:B:56: TYR:HA 2:B:59:ASN:ND2 2.34 0.43
1:C:182:GLY:HA3 1:C:364:1LE:HG23 2.00 0.43
1:C:436:PRO:HG3 8:C:1462:HOH:O 2.18 0.43

2:D:19:CYS:HA 2:D:145:CYS:HB3 1.99 0.43
2:D:17:ASN:HB2 8:D:567:-HOH:O 2.17 0.43
1:G:68:SER:HB3 1:G:753:TYR:CZ 2.54 0.43

1:G:81:LYS:HB2 1:G:112:ILE:HD13 2.00 0.43

1:1:776:SER:HA 1:1:805:VAL:HG13 2.00 0.43
1:K:867:TRP:CE2 1:K:869:GLY:HA2 2.54 0.43
1:M:347:ALA:HB1 1:M:388:SER:HA 2.01 0.43

1:0:28:MET:CE 1:0:66:PHE:HB3 2.49 0.43
1:0:816:SER:OG 1:0:839:ILE:HG13 2.18 0.43
2:P:46:MET:HE1 2:P:65:PRO:HA 1.99 0.43
1:S:504:MET:HE3 8:5:1042:HOH:O 2.17 0.43

1:S:542:ALA:HA 1:S:587:MET:O 2.19 0.43

2:T:76:CYS:HA 2:T:108: THR:HB 2.01 0.43
1:W:219:PRO:HD2 | 1:W:255:THR:HG21 1.99 0.43
1:W:530:GLU:OE1 1:W:750:LYS:NZ 2.50 0.43

1:W:696:LYS:O 1:W:700:GLU:HG3 2.19 0.43

2:B:92:VAL:O 2:B:125:LYS:NZ 2.46 0.43
1:C:140: THR:HG22 1:C:493:PHE:HE2 1.84 0.43

1:C:598:LYS:HG3 8:C:1262:HOH:O 2.18 0.43
1:E:521:PHE:CE2 1:E:523:VAL:CG2 3.02 0.43
1:G:114: TRP:CZ2 1:G:541:PRO:HD2 2.54 0.43
1:G:482:TYR:CD1 1:G:483:PRO:HA 2.54 0.43
1:G:501:LEU:HD13 1:G:823:TYR:CD2 2.53 0.43

1:1:141:PRO:CA 1:1:496: TYR:HB3 2.46 0.43
1:K:553:GLU:HG2 1:K:556:ASN:HB2 1.99 0.43

1:M:10:SER:HA 1:M:15:PRO:HA 2.00 0.43

1:M:66:PHE:HA 1:M:69:-MET:HE3 2.00 0.43
1:M:825:PRO:HD2 8:M:1338:HOH:O 2.18 0.43

1:S:696:LYS:O 1:S:700:GLU:HG3 2.19 0.43

1:S:361:SER:OG 1:S:717:ALA:HB1 2.19 0.43
1:S:730:TYR:CE1 1:S:794:ASN:HA 2.53 0.43
1:U:152: TYR:CD2 1:U:154:HIS:HD?2 2.36 0.43
2:V:139:ALA:HB3 2:V:140:PRO:HD3 2.00 0.43
1:W:724:SER:HA 1:W:725:PRO:HD3 1.86 0.43
1:A:28:MET:HE1 1:A:67:LYS:H 1.82 0.43
1:A:425:ARG:HD3 1:A:622:ALA:O 2.18 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:A:696:LYS:O 1:A:700:GLU:HG3 2.19 0.43
2:B:228:GLU:OE2 2:H:214:LYS:NZ 2.41 0.43
1:C:155:SER:HB2 1:C:408:GLY:HA3 2.00 0.43
2:D:109:CYS:HA 2:D:110:PRO:HD3 1.83 0.43
1:E:825:PRO:HD2 &:E:1340:HOH:O 2.19 0.43
1:1:165:GLY:CA 1:1:166:PHE:HB3 2.45 0.43
1:K:142:SER:HB3 5:K:903:MGD:O1A 2.19 0.43
1:K:187: TRP:HB2 1:K:681:LEU:HD13 2.01 0.43
1:K:455:CYS:O 1:K:459:GLY:HA2 2.19 0.43
1:K:93:PRO:HG2 8:K:1156:HOH:O 2.18 0.43
1:M:224:GLY:O 1:M:225:1ILE:HB 2.17 0.43
1:0:262:LYS:HD2 8:0:1449:HOH:O 2.19 0.43
1:0:831:LYS:O 1:0:873:GLU:HA 2.18 0.43
1:Q:378:GLY:0O 1:Q:381:LYS:HG2 2.18 0.43
1:Q:395:LEU:HD13 1:Q:571:ARG:CG 2.49 0.43
2:R:58:ARG:NH1 2:R:270:GLY:HA2 2.34 0.43
1:S:377:GLN:O 1:S:381:LYS:HE2 2.19 0.43
2:T:104:GLU:H 2:T:104:GLU:CD 2.22 0.43
2:T:26:GLU:HB2 2:T:144:ARG:HH11 1.84 0.43
1:W:291:GLU:CD 1:W:291:GLU:H 2.22 0.43
1:W:222: ASN:HA 5:W:904:MGD:N22 2.34 0.43
2:X:176:ILE:HG22 2:X:177:LYS:HG3 2.01 0.43
1:A:272:HIS:N 1:A:272:HIS:ND1 2.67 0.43
1:C:426:MET:HE1 1:C:618:GLN:O 2.19 0.43
1:E:540:LEU:HA 1:E:541:PRO:HD3 1.80 0.43
1:E:670:PRO:HB3 1:E:682: GLN:HB2 2.01 0.43
1:G:390: THR:O 1:G:567:LEU:HA 2.19 0.43
1:G:75:ARG:HH21 1:G:543:CYS:HA 1.84 0.43
2:H:166:LYS:O 2:H:170:GLU:HG3 2.18 0.43
1:1:499:PRO:CB 1:1:745: THR:HG21 2.48 0.43
2:J:5:TYR:CD2 2:J:164:MET:HG2 2.54 0.43
1:K:211:MET:CE 1:K:338:GLN:HG2 2.49 0.43
1:K:76:ILE:CG2 1:K:541:PRO:HG3 2.48 0.43
2:L:164:MET:HE3 2:L:167:LYS:HB3 1.99 0.43
2:L:183:LYS:N 2:L:184:PRO:HD3 2.34 0.43
1:M:176:TRP:CE2 1:M:193:LEU:HD12 2.54 0.43
1:M:56:LYS:HG2 1:M:57:THR:O 2.19 0.43
1:0:617:GLU:HG3 1:0:631:TRP:CG 2.54 0.43
1:0:499:PRO:HG3 5:0:903:MGD:05’ 2.19 0.43
2:P:185:ARG:CZ 2:P:185:ARG:CB 2.96 0.43
1:Q:401:PHE:HA 1:Q:402:PRO:HD3 1.84 0.43
1:Q:588:SER:O 1:Q:592:1LE:HG13 2.19 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:S:146:MET:HE1 1:S:544: THR:CB 2.45 0.43
1:U:401:PHE:HA 1:U:402:PRO:HD3 1.80 0.43
1:U:549: TRP:CG 1:U:613:LEU:HD13 2.54 0.43
1:W:146:MET:HE3 1:W:545:ASN:OD1 2.19 0.43
1:W:56:LYS:HG2 1:W:57:THR:O 2.18 0.43

1:W:773:ARG:HG3 1:W:773:ARG:NH1 2.34 0.43
2:X:7:VAL:HG21 2:X:167:LYS:HZ2 1.84 0.43
1:A:124:GLU:HG2 8:A:1501:HOH:O 2.17 0.42

1:A:395:LEU:HD13 1:A:571:ARG:HG3 2.01 0.42
1:C:141:PRO:HD3 1:C:157:TYR:CZ 2.53 0.42
2:D:5:TYR:CD2 2:D:164:MET:HG2 2.54 0.42

1:G:251:HIS:HA 1:G:809:LEU:HD23 2.00 0.42
1:1:197:GLU:OE2 1:1:667:ASP:HB2 2.18 0.42
1:1:521:PHE:CE2 1:1:523:VAL:CG2 3.02 0.42

1:I:76:ILE:HA 1.I.77:PRO:HD3 1.85 0.42
1:K:665: THR:HB 1:K:666:PRO:CD 2.49 0.42
1:M:786:ASN:HA 1:M:786:ASN:HD22 1.58 0.42
1:0:104:ASP:0OD2 1:0:107:SER:HB3 2.18 0.42

1:0:696:LYS:O 1:0:700:GLU:HG3 2.19 0.42

1:0:732:LEU:CD1 1:0:864:ILE:HG12 2.49 0.42
2:P:87:ARG:HG3 2:P:91:ILE:O 2.18 0.42
1:Q:96:ARG:HD2 1:Q:514:TYR:O 2.19 0.42

2:R:164:MET:O 2:R:168:VAL:HG23 2.18 0.42
2:T:201:ALA:O 2:T1:234:GLU:HA 2.19 0.42

1:U:501:LEU:HB2 8:U:1368:HOH:O 2.18 0.42
1:U:549: TRP:CZ3 1:U:577:ALA:HA 2.54 0.42
2:V:114:MET:CB 2:V:125:LYS:HB3 2.49 0.42

2:V:122:VAL:HG22 2:V:123:ALA:N 2.34 0.42
2:V:126:CYS:HB2 8:V:465:HOH:O 2.18 0.42

2:V:5:TYR:HB2 2:V:157:LEU:HD12 2.01 0.42

1:W:44:1LE:HG21 1:W:206:LEU:HD12 2.01 0.42
1:W:478:HIS:CD2 8:W:1208:HOH:O 2.71 0.42
1:W:602:ILE:CG2 8:W:1074:HOH:O 2.66 0.42
2:X:109:CYS:HB2 2:X:114:MET:SD 2.59 0.42

1:C:265:SER:O 1:C:810:GLN:NE2 2.51 0.42
1:C:600:LEU:HB3 8:C:1076:HOH:O 2.19 0.42
1:C:720:SER:O 1:C:724:SER:HB3 2.19 0.42
1:E:197:GLU:OE2 1:E:667:ASP:HB2 2.18 0.42
2:F:104:GLU:H 2:F:104:GLU:CD 2.23 0.42
1:G:44:ILE:HD11 1:G:394:PRO:CG 2.49 0.42
1:G:452:ILE:N 1:G:453:PRO:CD 2.82 0.42
1:G:571:ARG:HB2 1:G:642:VAL:HB 2.01 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:1:144:HIS:CE1 3:1:901:ACT:OXT 2.73 0.42
1:1:355:GLY:HA2 5:1:904:MGD:0O1B 2.19 0.42
1:1:408:GLY:HA2 1:1:619: TYR:HE1 1.84 0.42

2:J:189:LYS:O 2:J:190:ASN:HB2 2.19 0.42
2:J:245:TYR:HB2 2:J:260:VAL:CG1 2.49 0.42
1:K:521:PHE:CE2 1:K:523:VAL:CG2 3.02 0.42
1:K:770: TRP:HB3 1:K:801:LEU:CD2 2.49 0.42

1:M:176:TRP:O 1:M:177:GLU:C 2.57 0.42
1:0:870:ASP:HB3 1:0:872:TYR:CE1 2.53 0.42
1:Q:146:MET:HE2 1:QQ:545:ASN:H 1.84 0.42
1:U:267:LYS:HB3 1:U:721:GLN:NE2 2.33 0.42
1:W:28:-MET:-HE2 8:W:1404:HOH:O 2.19 0.42
1:W:65:GLY:HA3 2:X:21:MET:HG3 2.01 0.42

1:A:505:THR:O 1:A:506:ALA:C 2.58 0.42
1:A:730:TYR:CZ 1:A:794:ASN:HA 2.55 0.42

2:B:219:SER.:C 2:B:221:GLY:H 2.21 0.42

1:C:530:GLU:O 1:C:533:VAL:HG23 2.18 0.42
1:C:767:-TYR:HB3 1:C:769: TYR:CE1 2.54 0.42
1:E:13:GLY:HA3 1:E:63:THR:OG1 2.19 0.42
1:G:269:GLY:HA2 1:G:362:HIS:CE1 2.54 0.42
1:G:29: THR:HG22 2:H:144:ARG:NH2 2.35 0.42
1:K:433:PHE:CD1 1:K:433:PHE:N 2.88 0.42
1:K:721:GLN:HB2 1:K:721:GLN:HE21 1.73 0.42
2:1L:87:ARG:NH2 2:L:91:ILE:HD12 2.35 0.42

1:M:166:PHE:N 1:M:439:LEU:HD12 2.34 0.42
2:N:250:ASP:HB2 8:N:537:HOH:O 2.19 0.42
1:0:540:LEU:HA 1:0:541:PRO:HD3 1.78 0.42
1:0:730: TYR:HB3 1:0:862:VAL:CA 2.49 0.42
1:S:20:VAL:HG12 8:5:1605:HOH:O 2.19 0.42

1:W:2:GLY:O 1:W:21:LYS:HE3 2.18 0.42
1:W:478:HIS:HD2 8:W:1208:HOH:O 2.02 0.42
2:X:175:VAL:CG2 2:X:178:PRO:HG3 2.43 0.42
1:W:211:MET:HE3 2:X:231:PHE:CZ 2.54 0.42

2:X:6:MET:CE 2:X:143:PRO:HG2 2.49 0.42
1:A:128:ILE:HD13 1:A:492:MET:HB2 2.02 0.42
2:B:142:MET:HE2 2:B:147:HIS:N 2.34 0.42

1:C:1:MET:HB2 1:C:22:ASP:OD1 2.19 0.42

1:C:561:1ILE:N 1:C:562:PRO:HD3 2.35 0.42

1:C:76:ILE:HA 1:C:77:PRO:HD3 1.79 0.42

1:C:783:GLY:O 1:C:866:LYS:HD2 2.19 0.42
2:D:185:ARG:NH1 2:D:185:ARG:CB 2.82 0.42
1:E:501:LEU:HD13 1:E:823:TYR:CD2 2.55 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:G:602:ILE:HG23 8:G:1074:HOH:O 2.19 0.42
2:H:106:LEU:N 2:H:114:MET:-HE2 2.34 0.42
2:H:5:TYR:HB2 2:H:157:LEU:CD1 2.49 0.42
1:1:280: TYR:OH 1:1:284:LYS:HE3 2.20 0.42
2:J:26:GLU:HB2 2:J:144:ARG:HH11 1.84 0.42
1:K:358:CYS:O 1:K:363:GLY:HA3 2.19 0.42
1:M:402:PRO:HG2 1:M:422:PHE:CE1 2.54 0.42
1:0:162:ASN:CG 1:0:437:SER:HB2 2.40 0.42
2:P:191:LEU:HD12 2:P:191:LEU:O 2.20 0.42
2:P:203:1ILE:N 2:P:203:ILE:HD12 2.35 0.42
1:Q:354:TRP:HB3 1:Q:355:GLY:H 1.64 0.42
1:Q:602:1LE:HG23 8:Q:1075:HOH:O 2.20 0.42
1:S:165:GLY:CA 1:S:166:PHE:HB3 2.49 0.42
1:S:360:ALA:HB1 1:S5:859: THR:CG2 2.40 0.42
1:S:708:ARG:CD 8:5:1049:HOH:O 2.67 0.42
1:U:263: TRP:CZ2 1:U:265:SER:HB2 2.53 0.42
1:U:78:TYR:O 1:U:80:MET:HG3 2.20 0.42
2:V:21:MET:CA 2:V:21:MET:CE 2.97 0.42
2:X:159:THR:OG1 2:X:160: THR:N 2.51 0.42
1:A:184:MET:CE 1:A:190:SER:HA 2.50 0.42
1:A:28: MET:CE 1:A:66:PHE:HB3 2.50 0.42
1:A:291:GLU:CD 1:A:291:GLU:N 2.72 0.42
3:A:901:ACT:H1 8:A:1043:HOH:O 2.19 0.42
1:C:597:ALA:HB1 1:C:603:GLU:HA 2.00 0.42
2:D:69:MET:HB2 7:D:304:SF4:S52 2.60 0.42
2:D:7:VAL:HB 2:D:155:GLU:HB3 2.01 0.42
1:E:116:GLU:O 1:E:120:ILE:HG13 2.20 0.42
1:E:224:GLY:O 1:E:225:1LE:HB 2.19 0.42
2:F:260:VAL:O 2:F:260:VAL:HG13 2.19 0.42
1:G:461:PHE:HA 8:G:1503:HOH:O 2.19 0.42
1:G:426:MET:HE2 1:G:618:GLN:HG2 1.97 0.42
1:G:69:MET:HE2 1:G:754:MET:HE1 2.02 0.42
2:H:203:ILE:HD11 2:H:249:ILE:HD13 2.01 0.42
1:1:742:SER:O 5:1:904:MGD:N18 2.48 0.42
1:1:866:LYS:HE2 1:1:866:LYS:HB3 1.88 0.42
1:K:505:THR:O 1:K:506:ALA:C 2.57 0.42
1:K:696:LYS:HA 1:K:699:GLU:CG 2.50 0.42
1:M:80:MET:HB2 1:M:539:1LE:HB 2.01 0.42
1:0:494: TRP:HE1 1:0:525:GLN:HE21 1.67 0.42
1:0:75:ARG:HH21 1:0:543:CYS:HA 1.84 0.42
2:P:52:GLU:HG3 2:P:61:ILE:HD12 2.02 0.42
1:Q:209:ALA:HB2 1:Q:345:TYR:CE1 2.54 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:Q:425:ARG:HD3 1:Q:622:ALA:O 2.20 0.42
1:S:249:ASP:0O 1:S:250:PRO:C 2.58 0.42
1:S:508:ASN:HB2 8:5:1299:HOH:O 2.19 0.42
2:T:69:MET:HB2 7:T:304:SF4:S2 2.59 0.42
2:V:44:ARG:HH11 2:V:44:ARG:HG2 1.85 0.42
1:W:557:CYS:H 1:W:564:ASN:ND2 2.08 0.42
1:W:563:ASP:O 1:W:566:GLN:HG2 2.19 0.42
1:W:625:MET:N 1:W:626:PRO:CD 2.82 0.42
2:X:44:ARG:HH11 2:X:44:ARG:HG2 1.84 0.42
1:A:173:PRO:HA 1:A:468:PHE:CE1 2.54 0.42
1:A:68:SER:HB3 1:A:753: TYR:CE2 2.55 0.42
2:B:3:GLN:O 2:B:158:LYS:HA 2.19 0.42
1:C:498:GLY:HA3 1:C:532:GLU:HB2 2.00 0.42
1:C:598:LYS:HA 1:C:603:GLU:HB2 2.01 0.42
2:D:9:ASP:O 2:D:153:VAL:HG13 2.19 0.42
1:E:144:HIS:CG 1:E:743:MET:-HE1 2.55 0.42
1:E:174:ASP:O 1:E:177:GLU:HG2 2.19 0.42
1:E:607:SER:O 1:E:608:GLU:HB2 2.18 0.42
1:G:233:ILE:O 1:G:236:GLN:HB3 2.20 0.42
1:G:256:ALA:HA 1:G:260:ALA:HB2 2.01 0.42
1:G:269:GLY:HA2 1:G:362:HIS:ND1 2.35 0.42
1:G:776:SER:HA 1:G:805:VAL:HG13 2.02 0.42
1:1:174:ASP:OD1 1:1:175:SER:N 2.48 0.42
1:1:269: GLY:HA2 1:1:362:HIS:CG 2.55 0.42
2:J:129:CYS:HB3 2:J:131:HIS:CE1 2.54 0.42
2:1:159: THR:OG1 2:1:160: THR:N 2.52 0.42
2:L:162:GLU:CD 2:L:162:GLU:N 2.73 0.42
2:L:175:VAL:HG23 2:L:178:PRO:HG3 2.02 0.42
1:M:146:MET:CE 1:M:545:ASN:OD1 2.68 0.42
2:N:177:LYS:N 2:N:178:PRO:HD3 2.34 0.42
1:0:597:ALA:HB1 1:0:603:GLU:HA 2.02 0.42
1:U:78:TYR:CD1 1:U:111:ARG:HG3 2.54 0.42
1:U:251:HIS:HA 1:U:809:LEU:HD23 2.00 0.42
1:Q:319:GLU:CG 1:U:726:LEU:HD13 2.43 0.42
1:U:144:HIS:NE2 5:U:904:MGD:S13 2.92 0.42
2:V:46:MET:HE1 2:V:66:THR:N 2.34 0.42
1:W:426:MET:CE 1:W:618:GLN:HG2 2.47 0.42
1:W:745: THR:HG22 1:W:819:SER:O 2.19 0.42
1:A:533:VAL:HB 1:A:534:PRO:HD3 2.02 0.42
1:A:553:GLU:OE1 1:A:556:ASN:ND2 2.49 0.42
1:A:730: TYR:CE1 1:A:794:ASN:HA 2.55 0.42
1:A:81:LYS:HE3 1:A:82:ARG:O 2.19 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:B:112:GLY:HA2 8:B:518:HOH:O 2.19 0.42
2:B:46:MET:CE 2:B:66: THR:N 2.81 0.42
2:D:128:MET:O 2:D:129:CYS:C 2.57 0.42
1:G:211:MET:CE 2:H:231:PHE:CZ 3.02 0.42
1:G:351:LEU:HG 1:G:391:GLN:HE21 1.84 0.42
1:G:426:MET:HA 1:G:426:MET:CE 2.46 0.42
1:G:563:ASP:O 1:G:566:GLN:HG2 2.19 0.42
2:H:40:GLN:HG3 8:H:443:HOH:O 2.19 0.42
1:1:165:GLY:HA3 1:1:166:PHE:CB 2.38 0.42
1:1:651: THR:HG21 1:1:664:ASP:O 2.20 0.42
2:L:127: THR:HG22 R:L:527:-HOH:O 2.19 0.42
1:0:74:.LEU:HD12 1:0:750:LYS:CA 2.43 0.42
1:Q:197:GLU:OE2 1:Q:667:ASP:HB2 2.20 0.42
1:U:291:GLU:CD 1:U:291:GLU:H 2.23 0.42
2:R:207:GLY:CA 1:U:728:VAL:HG12 2.31 0.42
1:W:454:GLU:H 1:W:454:GLU:CD 2.21 0.42
2:X:229:THR:HB 2:X:233:GLY:HA2 2.00 0.42
1:A:433:PHE:HA 1:A:434:PRO:HD3 1.81 0.42
1:A:402:PRO:CD 1:A:623: THR:HG22 2.49 0.42
1:A:697:ASN:ND2 8:A:1203:HOH:O 2.52 0.42
1:C:277:ALA:HA 1:C:316:LYS:O 2.19 0.42
1:C:65:GLY:CA 2:D:21:MET:HG3 2.49 0.42
2:D:31:GLU:O 2:D:33:PRO:HD3 2.19 0.42
1:G:39:ALA:O 1:G:55:ARG:NH2 2.41 0.42
1:1.770: TRP:HB3 1:1:801:LEU:HD23 2.01 0.42
1:K:269:GLY:HA2 1:K:362:HIS:CG 2.55 0.42
1:K:855:-MET:HB2 1:K:857:ASN:OD1 2.20 0.42
1:K:831:LYS:O 1:K:873:GLU:HA 2.20 0.42
2:L:126:CYS:HB2 8:L:470:HOH:O 2.18 0.42
1:M:249:ASP:0OD2 5:M:904:MGD:H1’ 2.19 0.42
1:M:349:GLY:HA3 1:M:353:GLY:O 2.19 0.42
1:M:782:ARG:HH11 | 1:M:782:ARG:HG3 1.84 0.42
1:M:826:LEU:HD12 1:M:833:ALA:HB3 2.02 0.42
1:M:848:ILE:HG13 1:M:854:GLY:O 2.19 0.42
1:S:177:GLU:HA 1:S:177:GLU:OE2 2.20 0.42
1:S:857:ASN:HB3 5:5:903:MGD:N19 2.35 0.42
2:T:159: THR:0G1 2:T:160: THR:N 2.51 0.42
1:U:625:MET:N 1:U:626:PRO:CD 2.82 0.42
1:U:77:PRO:HB2 1:U:78:TYR:CD2 2.54 0.42
1:U:806: THR:OG1 1:U:807:GLU:N 2.53 0.42
1:W:263: TRP:CZ2 1:W:265:SER:HB2 2.55 0.42
1:W:96:ARG:HD2 1:W:514:TYR:O 2.20 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)

2:X:111:TYR:CD1 2:X:111:TYR:N 2.87 0.42
1:A:498:GLY:N 1:A:499:PRO:HD3 2.35 0.42
1:C:269:GLY:HA2 1:C:362:HIS:CE1 2.55 0.42
1:C:732:LEU:CD1 1:C:864:1LE:HG12 2.50 0.42
1:E:518:SER:HB2 &:E:1557:HOH:O 2.20 0.42
1:G:149:ASN:HB2 1:G:551:ILE:O 2.19 0.42
1:G:288:TYR:HA 8:G:1506:HOH:O 2.19 0.42
1:1:140: THR:CB 1:1:169:ALA:HB3 2.48 0.42
1:1:162:ASN:CG 1:1:437:SER:HB2 2.39 0.42
2:J:247:VAL:O 2:J:257:SER:HA 2.20 0.42
2:N:10:VAL:HG13 2:N:63:TYR:O 2.20 0.42
2:N:21:MET:HE3 2:N:21:MET:HA 2.02 0.42
1:0:21:LYS:CB 1:0:26:ILE:HD11 2.49 0.42
1:0:288:TYR:HB2 1:0:376:MET:O 2.20 0.42
2:P:9:ASP:HA 2:P:189:LYS:HB3 2.02 0.42
1:Q:292:TYR:CD2 1:Q:378:GLY:HA2 2.55 0.42
1:Q:433:PHE:CD1 1:Q:433:PHE:N 2.88 0.42
1:Q:361:SER:OG 1:Q:717:ALA:HB1 2.19 0.42
1:S:53:PRO:HA 1:S:54:PRO:HD3 1.87 0.42
2:T:73:ASN:C 2:T:73:ASN:HD22 2.23 0.42
1:A:724:SER:OG 1:A:726:LEU:HB2 2.20 0.42
2:D:17:ASN:N 2:D:17:ASN:ND2 2.67 0.42
2:D:40:GLN:HE22 2:D:118:GLU:H 1.67 0.42
1:E:114:TRP:CH2 1:E:541:PRO:HD2 2.55 0.42
2:H:39:MET:HE2 2:H:45:TRP:CD2 2.55 0.42
2:H:53:ARG:HB2 2:H:60:ASP:0OD1 2.20 0.42
2:J:231:PHE:HD1 8:J:484:HOH:O 2.02 0.42
1:K:705:ASP:0OD2 1:K:849:SER:OG 2.35 0.42
2:L:52:GLU:HB2 8:L:437:HOH:O 2.19 0.42
1:0:56:LYS:HG2 1:0:57:THR:O 2.20 0.42
1:0:587-MET:HG3 1:0:592:1LE:CG1 2.49 0.42
2:P:210:PHE:HD2 2:P:213:ALA:HB2 1.85 0.42
1:Q:269:GLY:HA2 1:Q:362:HIS:ND1 2.35 0.42
1:Q:404:TYR:CD1 1:Q:405:ALA:N 2.88 0.42
2:R:166:LYS:HE2 2:R:170:GLU:OE2 2.20 0.42
2:R:40:GLN:HB3 2:R:43:HIS:CE1 2.55 0.42
1:U:471:GLY:HA3 1:U:475:HIS:CE1 2.54 0.42
1:W:521:PHE:CE2 1:W:523:VAL:CG2 3.03 0.42
1:W:739:PRO:HG2 1:W:742:SER:O 2.20 0.42
1:A:391:GLN:HG2 1:A:567:LEU:CD2 2.50 0.41
2:B:9:ASP:HA 2:B:189:LYS:HB3 2.01 0.41
2:B:210:PHE:HD2 2:B:213:ALA:HB2 1.85 0.41
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1:C:356:GLY:H 5:C:904:MGD:H5’1 1.82 0.41
1:C:656: TRP:CD2 1:C:663:LYS:HA 2.54 0.41
1:C:857:ASN:HB3 5:C:903:MGD:N19 2.35 0.41
1:E:390: THR:O 1:E:567:LEU:HA 2.20 0.41
2:F:94:1LE:CD1 2:F:125:LYS:HG3 2.50 0.41
1:G:144:HIS:HE2 3:G:901:ACT:C 2.33 0.41
1:G:15:PRO:HD3 1:G:554:PHE:CD1 2.54 0.41
1:1:192:ARG:CZ 1:1:562:PRO:HD2 2.50 0.41
1:K:563:ASP:HA 1:K:565:TYR:CE1 2.55 0.41
2:1:114:MET:CA 2:1.:125:LYS:HB3 2.49 0.41
1:M:272:HIS:ND1 1:M:272:HIS:N 2.67 0.41
1:M:505:THR:O 1:M:506:ALA:C 2.58 0.41
1:M:670:PRO:HG2 1:M:675:GLN:CD 2.40 0.41
1:M:76:ILE:HA 1:M:77:PRO:HD3 1.82 0.41
1:0:140: THR:HB 1:0:169:ALA:HB3 2.02 0.41
1:0:564:ASN:H 1:0:564:ASN:HD22 1.66 0.41
2:P:16:CYS:0 2:P:17:ASN:HB2 2.20 0.41
1:S:730:TYR:CZ 1:S:794:ASN:HA 2.55 0.41
2:T:76:CYS:HB3 2:T:108:THR:CB 2.49 0.41
2:T:5:TYR:HB2 2:T:157:LEU:HD12 1.99 0.41
1:U:162:ASN:ND2 1:U:166:PHE:HE2 2.17 0.41
1:U:277:ALA:HA 1:U:316:LYS:O 2.20 0.41
1:U:499:PRO:CB 1:U:745:THR:HG21 2.49 0.41
2:V:142:MET:HE2 2:V:147:HIS:N 2.35 0.41
2:V:203:ILE:N 2:V:203:ILE:HD12 2.35 0.41
1:W:224:GLY:HA2 8:W:1331:HOH:O 2.20 0.41
1:W:44:ILE:HD11 1:W:394:PRO:CG 2.49 0.41
1:W:561:ILE:N 1:W:562:PRO:HD3 2.34 0.41
2:X:168:VAL:O 2:X:168:VAL:HG12 2.20 0.41
1:C:280:TYR:CE2 1:C:317:-THR:HG22 2.55 0.41
1:C:700:GLU:HG2 8:C:1572:HOH:O 2.20 0.41
1:G:225:ILE:HG12 1:G:226:TYR:CD1 2.55 0.41
2:J:21:MET:HE1 2:J:24:MET:HE3 2.00 0.41
1:K:144:HIS:NE2 3:K:901:ACT:OXT 2.53 0.41
2:L:46:-MET:HE1 2:L:65:PRO:CA 2.50 0.41
1:M:66:PHE:HZ 1:M:146:MET:CE 2.33 0.41
2:N:142:MET:HE2 2:N:146:ALA:CB 2.44 0.41
1:M:211:MET:CE 2:N:231:PHE:HZ 2.33 0.41
1:0:498:GLY:N 1:0:499:PRO:HD3 2.35 0.41
1:0:144:HIS:NE2 5:0:904:MGD:S13 2.93 0.41
2:P:217.LEU:O 2:P:224:VAL:N 2.42 0.41
1:S5:489:LYS:HD3 8:5:1024:HOH:O 2.20 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:S:610:LYS:HZ3 1:S:618:GLN:NE2 2.14 0.41
1:U:31:MET:HE1 1:U:639: TYR:CG 2.55 0.41
1:U:855:MET:HB2 1:U:857:ASN:OD1 2.20 0.41

1:W:171:HIS:O 1:W:467:GLY:HA2 2.20 0.41
1:W:74:LEU:HD12 1:W:750:LYS:CA 2.45 0.41
1:W:826:LEU:HD21 | 1:W:835:ARG:HD3 2.01 0.41

1:W:143:SER:CB 3:W:901:ACT:H3 2.49 0.41
2:X:198:TYR:CD1 2:X:236:LYS:HE3 2.55 0.41
1:A:354:TRP:HB3 1:A:355:GLY:H 1.66 0.41

1:C:662:GLU:N 1:C:662:GLU:OE1 2.50 0.41
1:E:526:SER:HB3 &:E:1116:HOH:O 2.19 0.41
1:G:176: TRP:CD1 1:G:193:LEU:HB2 2.56 0.41
1:G:411:GLY:HA3 1:G:434:PRO:HB3 2.02 0.41
1:G:530:GLU:CD 1:G:750:LYS:HZ2 2.23 0.41
1:G:857:ASN:HB3 5:G:903:MGD:N19 2.35 0.41
1:1:192: ARG:NH2 1:1:562:PRO:HB2 2.35 0.41
1:1:655:ARG:HB3 8:1:1400:HOH:O 2.19 0.41
1:K:214:PHE:HA 1:K:347:ALA:HB3 2.02 0.41

1:K:66:PHE:CZ 1:K:146:-MET:CE 3.03 0.41
1:K:144:HIS:NE2 3:K:901:ACT:C 2.83 0.41
1:M:39:ALA:HA 1:M:40:PRO:HD3 1.85 0.41
1:0:171:HIS:HD2 8:0:1464:HOH:O 2.03 0.41

2:P:81:ASN:O 2:P:81:ASN:OD1 2.39 0.41
1:Q:521:PHE:CE2 1:Q:523:VAL:HG22 2.55 0.41
1:Q:548:ARG:NH1 1:Q:550:ASP:0D2 2.47 0.41

1:S:354: TRP:CZ2 1:S:561:ILE:HD11 2.55 0.41
1:U:730: TYR:CE1 1:U:794:ASN:HA 2.56 0.41
1:U:757.ILE:HD11 8:V:563:HOH:O 2.20 0.41
1:U:734:MET:HB2 1:U:814:VAL:HG23 2.01 0.41
1:U:361:SER:N 1:U:856:ALA:HB1 2.36 0.41
1:W:176:TRP:O 1:W:177:GLU:C 2.59 0.41
1:A:501:LEU:HA 1:A:507: THR:HB 2.03 0.41
1:C:521:PHE:CE2 1:C:523:VAL:CG2 3.03 0.41
1:C:69:MET:HE1 1:C:754:MET:CE 2.50 0.41
2:F:159:THR:OG1 2:F:160: THR:N 2.53 0.41
1:G:166:PHE:CE1 1:G:168:TYR:HB2 2.55 0.41
1:G:220:GLU:HB3 2:H:14:GLN:OE1 2.20 0.41
1:G:738:HIS:ND1 5:G:904:MGD:N15 2.65 0.41
2:H:164:MET:O 2:H:168:VAL:HG23 2.20 0.41
1:1:175:SER:C 1:1:359:ARG:HH21 2.24 0.41
1:1:460:LYS:HE3 8:1:1233:HOH:O 2.19 0.41
2:J:198:TYR:HB3 2:J:238:ASP:HA 2.02 0.41
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1:K:277:ALA:HA 1:K:316:LYS:O 2.20 0.41
1:0:316:LYS:HD2 1:0:320: TRP:CH2 2.55 0.41
1:0:364:1LE:HB 8:0:1350:HOH:O 2.20 0.41
1:0:744:HIS:HA 1:0:819:SER:CB 2.50 0.41
1:0:744:HIS:HA 1:0:819:SER:HB3 2.02 0.41
2:P:154:TYR:CE1 7:P:302:SF4:54 3.14 0.41

2:P:205:VAL:HG13 2:P:254:LYS:HZ1 1.82 0.41
2:P:238:ASP:0O 2:P:239:ALA:HB3 2.20 0.41
1:Q:117:ALA:O 1:Q:121:VAL:HG23 2.20 0.41

1:Q:794:ASN:ND2 1:Q:842:LEU:HB3 2.34 0.41

1:S:744:HIS:C 1:S:819:SER:HB3 2.40 0.41
1:U:390:THR:HB 1:U:567:LEU:CD2 2.50 0.41

1:U:548:ARG:NH1 8:U:1204:HOH:O 2.44 0.41
1:U:28:-MET:CE 1:U:67:LYS:H 2.32 0.41

2:V:106:LEU:HD23 2:V:114:MET:HG3 2.01 0.41

2:X:87:ARG:HB2 2:X:89:ASP:0OD2 2.20 0.41
1:A:197:GLU:HG2 1:A:199:TYR:HD1 1.86 0.41
2:D:106:LEU:HD11 2:D:116: TRP:HB2 2.02 0.41
2:D:90:GLY:HA3 2:D:185:ARG:CZ 2.51 0.41
2:D:213:ALA:O 2:D:228:GLU:HA 2.19 0.41
1:E:125:1ILE:HD11 1:E:494: TRP:HZ3 1.86 0.41
2:H:106:LEU:HD23 2:H:114:MET:HG3 2.03 0.41
2:H:69:MET:HB2 7:H:304:SF4:S2 2.61 0.41
1:I:730:TYR:CE1 1:1:794:ASN:HA 2.55 0.41
2:L:142:MET:HE2 2:1:146:ALA:HB3 2.02 0.41
2:L:142:MET:CE 2:1:146:ALA:HB1 2.50 0.41
2:L:91:ILE:HG22 2:L:93:LEU:HG 2.03 0.41
1:M:138:LEU:HA 1:M:167:THR:O 2.20 0.41
2:N:73:ASN:HB3 2:N:182: THR:HA 2.02 0.41

1:0:426:MET:HE3 1:0:622:ALA:CB 2.50 0.41

2:P:230:ASN:OD1 2:P:232:PHE:HB2 2.21 0.41

2:R:122:VAL:HG22 2:R:123:ALA:N 2.35 0.41
1:S:272:HIS:N 1:S:272:HIS:ND1 2.69 0.41
2:T:3:GLN:NE2 2:T:161:PRO:HG3 2.36 0.41

2:T:203:ILE:HD12 2:T:203:ILE:N 2.35 0.41

1:U:364:1ILE:HD13 1:U:708:ARG:HG3 2.03 0.41

1:U:433:PHE:HA 1:U:434:PRO:HD3 1.91 0.41
1:U:96:ARG:HD2 1:U:514:TYR:O 2.21 0.41

1:U:211:MET:HE1 2:V:231:PHE:HZ 1.85 0.41
1:W:744:HIS:HA 1:W:819:SER:CB 2.51 0.41

2:X:185:ARG:NHI1 2:X:185:ARG:HB3 2.34 0.41
2:X:94:.ILE:CG2 2:X:95:ASP:N 2.82 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:76:ILE:HA 1:A:77:PRO:HD3 1.72 0.41
1:C:510:TYR:O 1:C:513:MET:HG2 2.20 0.41

1:G:501:LEU:HA 1:G:507:THR:HB 2.03 0.41
1:G:540:LEU:HA 1:G:541:PRO:HD3 1.85 0.41
1:1:152: TYR:HD2 1:1:154:HIS:HD2 1.68 0.41
1:1:175:SER:HA 1:1:359:ARG:NH2 2.35 0.41
1:1:402:PRO:HD3 1:1:623: THR:HG22 2.01 0.41
1:K:356:GLY:HA2 1:K:359:ARG:NH1 2.36 0.41
1:K:393:VAL:HA 1:K:394:PRO:HD3 1.79 0.41
1:K:68:SER:HB3 1:K:753:TYR:CD2 2.55 0.41
2:1:129:CYS:HB3 2:1:131:HIS:CE1 2.55 0.41
1:K:211:MET:CE 2:1:231:PHE:CZ 3.03 0.41
1:M:400:TYR:CE1 1:M:421:LYS:HD?2 2.56 0.41
1:0:512:LYS:HE3 1:0:830:GLY:O 2.21 0.41
1:Q:138:LEU:HD12 1:Q:167:THR:O 2.21 0.41
1:S:174:ASP:0OD1 1:S:175:SER:N 2.52 0.41
1:S:526:SER:HB3 8:5:1119:HOH:O 2.19 0.41
1:U:69:MET:HE1 1:U:747:GLY:HA2 2.02 0.41
1:W:426:MET:HE3 1:W:622:ALA:HB2 2.02 0.41
1:W:744:HIS:HA 1:W:819:SER:HB3 2.03 0.41
2:X:154:TYR:HE1 7:X:302:SF4:54 2.43 0.41
1:C:650:LYS:HD3 1:C:650:LYS:N 2.35 0.41
1:C:191: TRP:CE2 1:C:669:GLY:HA3 2.55 0.41
1:E:302:GLU:OE1 1:E:302:GLU:N 2.45 0.41
1:E:412:ASP:OD1 1:E:415:ASN:N 2.49 0.41
1:E:797:GLY:HA2 1:E:875:TYR:CZ 2.56 0.41
1:G:162:ASN:HD22 1:G:166:PHE:HE2 1.69 0.41
1:G:644:ASP:C 1:G:646:PRO:HD3 2.41 0.41
1:1:220:GLU:HB3 2:J:14:GLN:OE1 2.19 0.41
1:1:257:ARG:HD3 2:J:61:ILE:HG21 2.03 0.41
2:J:245: TYR:HB2 2:J:260:VAL:HG13 2.02 0.41
2:J:13:CYS:HB3 2:J:63:TYR:HB2 2.03 0.41
1:M:451:LYS:HG3 1:M:461:PHE:CE2 2.55 0.41
1:0:452:ILE:N 1:0:453:PRO:CD 2.83 0.41
1:0:426:MET:HE1 1:0:618:GLN:HG2 2.01 0.41
1:0:476:GLN:OE1 1:0:708:ARG:NH2 2.53 0.41
1:0:707:HIS:HA 1:0:715:VAL:HG11 2.01 0.41
2:P:122:VAL:HG22 2:P:123:ALA:N 2.35 0.41
1:U:268:ILE:O 1:U:268:ILE:HG13 2.20 0.41
1:U:69:MET:SD 1:U:747:GLY:HA2 2.60 0.41
2:V:192:TYR:HA 2:V:196:LYS:HG2 2.02 0.41
1:A:402:PRO:HD3 1:A:623: THR:HG22 2.02 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:C:35:ASP:OD1 1:C:55:ARG:HD3 2.21 0.41
1:E:162:ASN:CG 1:E:437:SER:HB2 2.41 0.41
1:E:55:ARG:HD2 8:E:1642:HOH:O 2.19 0.41

2:F:106:LEU:HD11 2:F:116:TRP:HB2 2.02 0.41
1:G:505:THR:O 1:G:506:ALA:C 2.59 0.41
1:G:786:ASN:ND2 1:G:804:GLN:HA 2.36 0.41
2:J:211:GLU:HG3 2:J:230:ASN:C 2.41 0.41
1:K:141:PRO:CA 1:K:496: TYR:HB3 2.48 0.41
1:K:548:ARG:HB2 8:K:1113:HOH:O 2.21 0.41
1:M:393:VAL:HA 1:M:394:PRO:HD3 1.76 0.41
1:0:280: TYR:CE2 1:0:317:THR:HG22 2.56 0.41
2:P:1:MET:HG2 2:P:88:GLU:O 2.21 0.41
2:T:175:VAL:CG2 2:T:178:PRO:HG3 2.44 0.41
1:U:355:GLY:N 5:U:904:MGD:0O2A 2.50 0.41
2:X:68:CYS:HB2 2:X:113:VAL:HG21 2.03 0.41
1:A:162:ASN:ND2 1:A:437:SER:HB2 2.36 0.41
1:A:292:TYR:CD2 1:A:378:GLY:HA2 2.56 0.41
1:E:211:-MET:CE 2:F:231:PHE:CZ 3.04 0.41
1:E:296:ASN:HB3 1:E:657:PHE:CZ 2.55 0.41
1:E:675:GLN:NE2 1:E:680:GLY:O 2.42 0.41
1:G:610:LYS:HB3 1:G:614:ALA:CB 2.48 0.41
1:G:644:ASP:0D2 1:G:645:ASN:N 2.54 0.41
1:G:734:MET:HB2 1:G:814:VAL:HG23 2.03 0.41
2:H:129:CYS:HB3 2:H:132:LEU:HD12 2.03 0.41
1:1:211:MET:CE 2:J:231:PHE:HZ 2.34 0.41
1:K:21:LYS:CB 1:K:26:ILE:HD11 2.51 0.41
1:K:53:PRO:HA 1:K:54:PRO:HD3 1.89 0.41
1:Q:144:HIS:NE2 5:Q:904:MGD:S13 2.93 0.41
2:R:142:MET:HE2 2:R:146:ALA:C 2.41 0.41
1:S:498:GLY:N 1:S:499:PRO:HD3 2.35 0.41
2:T:117:ASN:HB2 2:T:124:GLN:OE1 2.20 0.41
1:U:11:SER:C 1:U:13:GLY:N 2.74 0.41
1:U:296:ASN:HB3 1:U:657:PHE:CZ 2.55 0.41
1:W:433:PHE:HA 1:W:434:PRO:HD3 1.89 0.41
2:X:120:GLU:O 2:X:121:ASN:C 2.58 0.41
2:X:210:PHE:O 2:X:233:GLY:HA2 2.20 0.41
1:A:737:PRO:CG 5:A:904:MGD:H2’ 2.50 0.41
1:C:34:ASP:HB3 1:C:37:VAL:HG22 2.03 0.41
1:C:706:GLU:HB2 8:C:1601:HOH:O 2.21 0.41
1:C:847:TYR:CD2 1:C:853:CYS:HA 2.56 0.41
2:D:94:ILE:CD1 2:D:125:LYS:HG2 2.51 0.41
1:E:127:ARG:HA 8:E:1253:HOH:O 2.20 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:387:TRP:CZ2 1:G:389: THR:HA 2.56 0.41
1:G:717:ALA:HB3 1:G:720:SER:HB3 2.02 0.41
1:G:734:MET:HB2 1:G:814:VAL:CG2 2.51 0.41
1:1:433:PHE:CD1 1:1:433:PHE:N 2.89 0.41
1:M:35:ASP:0OD1 1:M:55:ARG:HD3 2.20 0.41
2:N:46:MET:HE1 2:N:65:PRO:CA 2.51 0.41
1:0:165:GLY:HA3 1:0:166:PHE:CB 2.35 0.41
1:0:387:TRP:CE2 1:0:389: THR:HA 2.56 0.41

2:P:51:ARG:O 2:P:61:ILE:HG13 2.21 0.41
1:Q:625:MET:N 1:Q:626:PRO:CD 2.84 0.41
2:R:106:LEU:HA 2:R:114:-MET:HG3 2.03 0.41
1:S:95:LEU:HD21 8:S5:1500:HOH:O 2.20 0.41
1:S:338:GLN:HG2 2:T:231:PHE:CZ 2.56 0.41

1:U:269:GLY:HA2 1:U:362:HIS:ND1 2.36 0.41
1:U:66:PHE:HD1 1:U:69:MET:-HE3 1.81 0.41
2:V:229:THR:HB 2:V:233:GLY:CA 2.47 0.41
1:W:499:PRO:HB2 | 1:W:745:THR:HG21 2.02 0.41
1:W:495:LYS:CD 1:W:514:TYR:OH 2.69 0.41
2:X:15:ASP:HB2 2:X:63:TYR:CG 2.56 0.41
1:A:426:MET:HA 1:A:426:MET:CE 2.46 0.41
1:A:476:GLN:OE1 1:A:708:ARG:NH2 2.54 0.41

1:E:176: TRP:O 1:E:177:GLU:C 2.59 0.41
1:E:65:GLY:HA3 2:F:21:MET:HG3 2.03 0.41
1:E:721:GLN:NE2 8:E:1287:HOH:O 2.53 0.41
1:G:144:HIS:CE1 3:G:901:ACT:OXT 2.74 0.41
1:G:350:GLY:O 1:G:390: THR:HG21 2.21 0.41
1:G:56:LYS:HG2 1:G:57:THR:N 2.35 0.41

1:G:823: TYR:CE2 1:G:825:PRO:HG3 2.56 0.41
1:1:730:TYR:HB3 1:1:862:VAL:CA 2.51 0.41

1:1:744:HIS:HA 1:1:819:SER:CB 2.51 0.41

1:K:610:LYS:HB3 1:K:614:ALA:HB3 2.02 0.41
1:K:499:PRO:HG3 5:K:903:MGD:05’ 2.21 0.41
2:L:103:LYS:HG2 2:L:116:TRP:CD2 2.56 0.41

2:L:23:CYS:O 2:L:27:HIS:N 2.44 0.41
2:N:4:TYR:CE2 2:N:158:LYS:HD2 2.56 0.41
1:0:176:TRP:O 1:0:179:TRP:N 2.54 0.41

1:0:408:GLY:HA2 1:0:619:TYR:HE1 1.86 0.41
2:P:23:CYS:HB3 2:P:39:MET:CE 2.51 0.41
1:Q:436:PRO:HG3 8:Q:1461:HOH:O 2.21 0.41
1:Q:691:1LE:HG12 1:Q:711:MET:HB2 2.03 0.41
1:Q:722:LYS:HD3 8:Q:1563:HOH:O 2.20 0.41
1:Q:753:TYR:CE1 2:R:28:GLU:HG3 2.56 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:S:558:SER:H 1:S:564:ASN:HD22 1.66 0.41
2:T:44:ARG:NH1 2:T:44:ARG:HG2 2.36 0.41
1:U:428:ASP:HB2 8:U:1235:HOH:O 2.21 0.41
1:U:451:LYS:HG3 1:U:461:PHE:CE2 2.56 0.41
1:U:550:ASP:HA 1:U:616:CYS:SG 2.61 0.41
1:W:128:ILE:CG2 1:W:136:ALA:HB3 2.51 0.41
1:W:755:ASN:OD1 1:W:761:ARG:HD2 2.21 0.41
1:A:565:TYR:CE2 1:A:571:ARG:HD2 2.56 0.40
1:A:756: TYR:HB2 2:B:24:MET:HE1 2.03 0.40
2:B:124:GLN:O 2:B:125:LYS:HB3 2.22 0.40
1:C:114: TRP:CZ2 1:C:587:MET:HG2 2.57 0.40
1:C:134:PRO:HD2 8:C:1363:HOH:O 2.21 0.40
1:C:173:PRO:HG3 1:C:180:HIS:CG 2.56 0.40
2:D:177:LYS:HD3 2:D:180:LEU:HD11 2.02 0.40
2:H:201:ALA:HB3 2:H:235:PHE:CE2 2.55 0.40
2:H:210:PHE:CD2 2:H:213:ALA:HB2 2.54 0.40
1:1.74.:LEU:HD23 1:I:74:LEU:HA 1.82 0.40
2:J:166:LYS:HG2 2:J:170:GLU:OE2 2.22 0.40
2:J:68:CYS:HB2 2:J:126:CYS:HB2 2.04 0.40
1:K:116:GLU:O 1:K:120:ILE:HG13 2.21 0.40
1:M:162:ASN:ND2 1:M:437:SER:HB2 2.36 0.40
1:M:656: TRP:CD2 1:M:663:LYS:HA 2.56 0.40
2:N:16:CYS:O 2:N:17:ASN:HB2 2.21 0.40
2:N:75:PRO:HD2 7:N:304:SF4:S4 2.61 0.40
1:0:1:MET:H3 1:0:22:ASP:CG 2.23 0.40
1:0:806:THR:OG1 1:0:807:GLU:N 2.54 0.40
1:S:845:ASP:N 1:S:845:ASP:0D2 2.48 0.40
1:S:783:GLY:O 1:S:866:LYS:HD?2 2.22 0.40
1:U:25:ILE:HG13 1:U:580:ILE:HG21 2.02 0.40
1:U:454:GLU:CD 1:U:454:GLU:N 2.74 0.40
1:U:771:ILE:HG22 1:U:772:MET:N 2.35 0.40
1:U:791:ARG:NH2 8:U:1584:HOH:O 2.36 0.40
1:W:468:PHE:N 1:W:468:PHE:CD1 2.89 0.40
1:W:571:ARG:HB2 1:W:642:VAL:HB 2.02 0.40
1:W:734:MET:HB2 | 1:W:814:VAL:HG23 2.03 0.40
2:X:7:VAL:HG13 2:X:173:LEU:HD22 2.02 0.40
2:B:177:LYS:HD3 2:B:180:LEU:HD11 2.04 0.40
1:C:505:THR:O 1:C:506:ALA:C 2.59 0.40
1:C:528: TRP:CG 1:C:750:LYS:HD3 2.56 0.40
1:C:848:ILE:HG13 1:C:854:GLY:O 2.21 0.40
1:E:770: TRP:HB3 1:E:801:LEU:HD23 2.02 0.40
1:E:753: TYR:HB3 2:F:21:MET:HE2 2.04 0.40
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:499:PRO:HG3 5:G:903:MGD:05%’ 2.21 0.40
1:G:722:LYS:HG2 8:G:1568:HOH:O 2.21 0.40
1:G:736:SER:OG 5:G:903:-MGD:N19 2.51 0.40
2:H:142:MET:CE 2:H:146:ALA:HB1 2.49 0.40

2:H:196:LYS:HA 2:H:196:LYS:HD3 1.87 0.40
1:I:138:LEU:HD12 1:1:167:THR:O 2.21 0.40
1:1:482: TYR:HA 1:1:483:PRO:C 2.40 0.40
1:I:565:TYR:C 1:1:567:LEU:H 2.24 0.40
1:1:189:PHE:HZ 1:1:654:LEU:HD21 1.87 0.40
1:1:66:PHE:HZ 1:1:146:MET:CE 2.35 0.40
1:1:774:VAL:O 1:1:805:VAL:HA 2.20 0.40
1:K:291:GLU:CD 1:K:291:GLU:H 2.25 0.40
1:K:142:SER:CB 5:K:903:MGD:O1A 2.69 0.40
2:L:69:MET:HB2 7:L:304:SF4:S2 2.61 0.40
1:0:104:ASP:N 1:0:105:PRO:HD3 2.36 0.40
1:0:153:ARG:O 1:0:157:TYR:HB3 2.21 0.40
1:0:192:ARG:NH2 1:0:562:PRO:HB2 2.37 0.40
2:P:139:ALA:N 2:P:140:PRO:CD 2.85 0.40
1:Q:12: THR:HG23 8:Q:1331:HOH:O 2.21 0.40
1:Q:15:PRO:HD3 1:Q:554:PHE:CE1 2.57 0.40
1:S:699:GLU:H 1:S:699:GLU:HG2 1.63 0.40
2:T:106:LEU:HD23 2:T:114:MET:HG3 2.03 0.40
1:U:730: TYR:HB3 1:U:862:VAL:CA 2.51 0.40
1:U:73:ASP:HB3 8:U:1622:HOH:O 2.20 0.40
2:V:164:MET:O 2:V:168:VAL:HG23 2.22 0.40
1:W:222:ASN:O 1:W:223:SER:OG 2.32 0.40
1:W:361:SER:N 1:W:856:ALA:HB1 2.35 0.40
1:W:402:PRO:HB2 1:W:619:TYR:OH 2.22 0.40
1:W:401:PHE:HA 1:W:402:PRO:HD3 1.94 0.40
1:W:729:LYS:HD2 8:W:1134:HOH:O 2.19 0.40
2:X:35:TYR:O 2:X:36:THR:HB 2.21 0.40
1:A:296:ASN:HB3 1:A:657:PHE:CZ 2.56 0.40
1:A:726:LEU:HD12 1:A:726:LEU:HA 1.96 0.40
1:C:501:LEU:HA 1:C:507: THR:HB 2.04 0.40
2:D:124:GLN:O 2:D:125:LYS:HB3 2.20 0.40
1:E:76:1ILE:HA 1.E:77:PRO:HD3 1.79 0.40
1:G:118:THR:O 1:G:122:VAL:HG23 2.21 0.40
1:G:253:ASN:O 1:G:257:ARG:HG3 2.20 0.40
1:G:476:GLN:OE1 1:G:708:ARG:NH2 2.54 0.40
1:G:501:LEU:HD13 1:G:823:TYR:CG 2.56 0.40
1:1:227:ALA:O 1:1:228:GLY:C 2.60 0.40
1:1:512:LYS:HA 8:1:1367:-HOH:O 2.21 0.40
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:I.855:MET:HB2 1:1:857:ASN:OD1 2.21 0.40
2:J:201:ALA:HB3 2:J:235:PHE:CE2 2.56 0.40

1:K:748:ASP:O 1:K:750:LYS:HG3 2.20 0.40
2:1:213:ALA:CB 2:1:251:ALA:HB2 2.51 0.40
1:M:227:ALA:O 1:M:230:GLU:HG2 2.20 0.40
1:M:280:TYR:OH 1:M:284:LYS:HE3 2.21 0.40
1:M:695:LEU:O 1:M:699:GLU:HG2 2.22 0.40
1:M:724:SER:HA 1:M:725:PRO:HD3 1.99 0.40
2:N:189:LYS:O 2:N:190:ASN:HB2 2.22 0.40
1:0:521:PHE:CE2 1:0:523:VAL:CG2 3.04 0.40
1:0:146:MET:HE2 1:0:545:ASN:H 1.86 0.40
1:0:767:-TYR:HB3 1:0:769:TYR:CE1 2.56 0.40
1:Q:187:TRP:CH2 1:Q:196:PRO:HB3 2.56 0.40
1:Q:650:LYS:HG2 8:5:1004:HOH:O 2.21 0.40
1:5:99:GLY:N 1:S:108:ASP:0OD2 2.44 0.40
1:S:328:PRO:O 1:S:332:ILE:HG13 2.21 0.40
1:S:510: TYR:O 1:S:513:MET:HG2 2.21 0.40
1:S:541:PRO:HB2 1:S:586:SER:HA 2.03 0.40
1:S:540:LEU:HA 1:S:541:PRO:HD3 1.79 0.40
1:S:620:PHE:CZ 1:S:625:MET:HB3 2.56 0.40
1:S:503: THR:HA 1:S:840:ASN:ND2 2.35 0.40
2:T:142:MET:-HE1 8:T:429:HOH:O 2.21 0.40
2:T:199:VAL:HG13 2:T:199:VAL:O 2.21 0.40
1:U:454:GLU:CD 1:U:454:GLU:H 2.25 0.40
1:W:153:ARG:O 1:W:157:TYR:HB3 2.21 0.40
1:W:155:SER:O 1:W:410:SER:HB3 2.20 0.40
1:W:21:LYS:HB2 1:W:26:ILE:HD11 2.04 0.40
1:W:395:LEU:HD13 | 1:W:571:ARG:HG2 2.03 0.40
2:X:26:GLU:HB2 2:X:144:ARG:HH11 1.84 0.40
2:X:206:GLN:N 8:X:425:HOH:O 2.55 0.40
1:A:721:GLN:NE2 8:A:1286:HOH:O 2.55 0.40
2:B:142:MET:CE 2:B:146:ALA:HB1 2.50 0.40
1:C:433:PHE:HA 1:C:434:PRO:HD3 1.81 0.40
1:C:724:SER:HA 1:C:725:PRO:HD3 1.95 0.40
2:D:46:MET:CE 2:D:66:THR:H 2.34 0.40
2:D:87:ARG:HG3 2:D:91:ILE:O 2.22 0.40
1:E:311:THR:HG21 8:E:1501:HOH:O 2.22 0.40
1:E:642:VAL:HA 1:E:643:PRO:HD3 1.90 0.40
1:E:782:ARG:HH11 1:E:782:ARG:HG3 1.87 0.40
1:E:831:LYS:O 1:E:873:GLU:HA 2.21 0.40
1:G:739:PRO:HG2 1:G:742:SER:O 2.22 0.40
1:I.767:-TYR:HB3 1:1:769:TYR:CE1 2.57 0.40
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:1:825:PRO:HD2 8:1:1339:HOH:O 2.21 0.40
1:K:433:PHE:HA 1:K:434:PRO:HD3 1.84 0.40

1:K:587:-MET:HG3 1:K:592:ILE:HG13 2.03 0.40
1:M:540:LEU:HA 1:M:541:PRO:HD3 1.74 0.40
2:N:23:CYS:O 2:N:26:GLU:N 2.55 0.40
1:0:553:GLU:HB3 1:0:556:ASN:HB3 2.04 0.40
2:P:46:MET:CE 2:P:66:THR:H 2.34 0.40
1:Q:162:ASN:ND2 1:Q:437:SER:HB2 2.36 0.40
1:Q:629:MET:HE1 1:Q:634:PHE:HA 2.03 0.40
2:R:167:LYS:HG3 2:R:171:GLU:OE2 2.20 0.40
1:S:152:TYR:CD2 1:S:154:HIS:HD2 2.40 0.40
1:S:651: THR:HB 1:S:665: THR:HG22 2.04 0.40
2:T:166:LYS:HG2 2:T:170:GLU:OE2 2.22 0.40
2:T:7:VAL:HB 2:T:155:GLU:HB3 2.03 0.40
1:U:211:MET:CE 2:V:231:PHE:CZ 3.05 0.40
1:U:656: TRP:CD2 1:U:663:LYS:HA 2.56 0.40
1:U:211:MET:CE 2:V:231:PHE:HZ 2.34 0.40
1:W:427:PHE:HA 1:W:432: THR:HG23 2.04 0.40
1:W:775:ASN:HA 1:W:806:THR:O 2.21 0.40
1:A:119:ASP:OD1 1:A:599:LYS:HE2 2.22 0.40
1:A:220:GLU:CD 1:A:235:ARG:HH21 2.24 0.40
1:A:505:THR:HG22 | 1:A:857:ASN:HD21 1.86 0.40
1:A:55:ARG:HD2 8:A:1645:HOH:O 2.20 0.40
1:E:625:-MET:N 1:E:626:PRO:CD 2.84 0.40
1:E:693: THR:HG22 8:E:1626:HOH:O 2.20 0.40
1:G:354:TRP:HB3 1:G:355:GLY:H 1.67 0.40
1:G:30:PRO:HG3 1:G:59:ILE:HG12 2.03 0.40
1:G:629:MET:HE2 1:G:634:PHE:HA 2.03 0.40
1:G:753:TYR:CE1 2:H:28:GLU:HG3 2.56 0.40
1:1:292: TYR:CD2 1:1:378:GLY:HA2 2.56 0.40
1:1:724:SER:OG 1:1:726: LEU:HB2 2.21 0.40
1:1:262:LYS:HG2 2:J:232:PHE:CE1 2.56 0.40
1:K:11:SER:HA 1:K:147:-TRP:HB2 2.03 0.40
1:M:146:MET:HE1 1:M:544: THR:CB 2.46 0.40
1:M:737:PRO:HG3 5:M:904:MGD:H2’ 2.03 0.40
1:0:602:ILE:CG2 8:0:1075:HOH:O 2.68 0.40
1:0:649:LYS:HE3 1:0:651: THR:HG22 2.04 0.40
2:P:21:MET:N 2:P:21:MET:HE3 2.36 0.40
2:P:73:ASN:O 2:P:75:PRO:HD3 2.21 0.40
1:Q:553:GLU:HB3 1:Q:556:ASN:HB2 2.03 0.40
1:Q:250:PRO:HD3 5:Q:904:MGD:C2 2.51 0.40
1:S:274:LEU:O 1:S:278.ILE:HG13 2.22 0.40
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:S:132:TYR:CD2 1:S5:491:LYS:HG3 2.57 0.40
1:S:78:TYR:CD1 1:S:111:ARG:HG3 2.57 0.40
2:T:58:ARG:NE 2:T:234:GLU:OE2 2.51 0.40

1:U:171:HIS:O 1:U:467:GLY:HA2 2.21 0.40
1:U:252:MET:HB3 1:U:808:CYS:HB3 2.03 0.40
1:W:102:LYS:HE2 8:W:1489:HOH:O 2.21 0.40

2:X:115:TYR:N 2:X:115:TYR:CD1 2.89 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.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 875/875 (100%) 821 (94%) 49 (6% 5 (1%) 33 39
1 C 875/875 (100%) 804 (92%) 65 (7% 6 (1%) 30 34
1 E 875/875 (100%) 807 (92%) 61 (7% 7 (1%) 27 31
1 G 875/875 (100%) 820 (94%) 50 (6% 5 (1%) 33 39
1 I 875/875 (100%) 816 (93%) 54 (6% 5 (1%) 33 39
1 K 875/875 (100%) 813 (93%) 57 (6% 5 (1%) 33 39
1 M 875/875 (100%) 814 (93%) 57 (6% 4 (0%) 38 45
1 O 875/875 (100%) 819 (94%) 51 (6% 5 (1%) 33 39
1 Q 875/875 (100%) 815 (93%) 52 (6% 8 (1%) 25 27
1 S 875/875 (100%) 815 (93%) 52 (6% 8 (1%) 25 27
1 U 875/875 (100%) 808 (92%) 63 (7% 4 (0%) 38 45
1 A 875/875 (100%) 803 (92%) 65 (7% 7 (1%) 27 31
2 B 272/274 (99%) 256 (94%) 15 (6% 1 (0%) 43 52
2 D 272/274 (99%) 254 (93%) 17 (6% 1 (0%) 43 52
2 F 272/274 (99%) 249 (92%) 22 (8% 1 (0%) 43 52
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 H 272/274 (99%) 255 (94%) 16 (6%) 1 (0%) 43 52
2 J 272/274 (99%) 260 (96%) 11 (4%) 1 (0%) 43 52
2 L 272/274 (99%) 260 (96%) 11 (4%) 1 (0%) 43 52
2 N 272/274 (99%) 258 (95%) 13 (5%) 1 (0%) 43 52
2 P 272/274 (99%) 254 (93%) 17 (6%) 1 (0%) 43 52
2 R 272/274 (99%) 259 (95%) 12 (4%) 1 (0%) 43 52
2 T 272/274 (99%) 251 (92%) 20 (7%) 1 (0%) 43 52
2 \Y 272/274 (99%) 257 (94%) 13 (5%) 2 (1%) 30 34
2 X 272/274 (99%) 239 (88%) 0(11%) | 3 (1%) 217 21

All All 13764/13788 (100%) | 12807 (93%) | 873 (6%) | 84 (1%) 33 39

All (84) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 177 GLU
1 C 177 GLU
1 E 177 GLU
1 G 177 GLU
1 G 225 ILE
1 I 177 GLU
1 I 225 ILE
1 K 177 GLU
1 K 225 ILE
1 O 141 PRO
1 O 177 GLU
1 Q 177 GLU
1 S 177 GLU
1 U 177 GLU
1 W 177 GLU
1 A 141 PRO
1 C 141 PRO
1 E 225 ILE
1 K 141 PRO
1 M 177 GLU
1 O 225 ILE
1 Q 225 ILE
1 S 141 PRO
1 U 225 ILE
1 W 141 PRO
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Mol | Chain | Res | Type
1 C 531 GLY
1 E 35 ASP
1 E 141 PRO
1 G 141 PRO
1 I 141 PRO
1 K 858 ASN
1 M 141 PRO
2 P 67 PRO
1 Q 141 PRO
1 Q 228 GLY
1 S 35 ASP
1 U 141 PRO
1 U 858 ASN
1 W 225 ILE
1 A 648 ARG
2 D 67 PRO
2 F 67 PRO
1 K 507 THR
1 M 225 ILE
1 M 858 ASN
2 N 67 PRO
1 S 507 THR
1 S 555 ALA
1 S 858 ASN
1 W 35 ASP
2 X 81 ASN
2 X 221 GLY
1 A 225 ILE
1 C 225 ILE
1 C 421 LYS
1 E 252 MET
1 E 421 LYS
1 E 808 CYS
2 J 67 PRO
1 O 858 ASN
1 Q 253 ASN
1 Q 421 LYS
2 R 67 PRO
1 S 225 ILE
2 \Y 19 CYS
1 W 786 ASN
1 W 808 CYS
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Mol | Chain | Res | Type
1 I 421 LYS
1 S 228 GLY
2 \Y 221 GLY
2 X 129 CYS
2 H 67 PRO
2 B 67 PRO
1 G 534 PRO
1 Q 182 GLY
1 Q 531 GLY
1 W 228 GLY
1 C 394 PRO
2 L 221 GLY
1 G 737 PRO
1 I 394 PRO
1 O 394 PRO
2 T 67 PRO
1 A 394 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 731/729 (100%) 712 (97%) | 19 (3%) 59 75
1 C 731/729 (100%) 712 (97%) | 19 (3%) 59 75
1 E 731/729 (100%) 717 (98%) | 14 (2%) 69 M
1 G 731/729 (100%) 711 (97%) | 20 (3%) 57 74
1 I 731/729 (100%) 711 (97%) | 20 (3%) 57 | 74
1 K 731/729 (100%) 715 (98%) | 16 (2%) 64 |81
1 M 731/729 (100%) 715 (98%) | 16 (2%) 64 |81
1 0 731/729 (100%) 719 (98%) | 12 (2%) 75 | 87
1 Q 731/729 (100%) 715 (98%) | 16 (2%) 64 |81
1 S 731/729 (100%) 715 (98%) | 16 (2%) 64 |81
1 U 731/729 (100%) 713 (98%) | 18 (2%) 60 | 76
1w 731/729 (100%) | 717 (98%) | 14 2%) | 69 |s4] |

Continued on next page...


http://wwpdb.org/ValidationPDFNotes.html#h.wukab16u9ff

Page 113

Full wwPDB X-ray Structure Validation Report

4V4C

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 B 235/235 (100%) 225 (96%) 10 (4%) 40 51
2 D 235/235 (100%) 223 (95%) 12 (5%) 33 41
2 F 235/235 (100%) 223 (95%) 12 (5%) 33 41
2 H 235/235 (100%) 221 (94%) 14 (6%) 27 32
2 J 235/235 (100%) 224 (95%) 11 (5%) 36 46
2 L 235/235 (100%) 222 (94%) 13 (6%) 30 36
2 N 235/235 (100%) 221 (94%) 14 (6%) 27 32
2 P 235/235 (100%) 226 (96%) 9 (4%) 44 59
2 R 235/235 (100%) 224 (95%) 11 (5%) 36 46
2 T 235/235 (100%) 222 (94%) 13 (6%) 30 36
2 \Y 235/235 (100%) 223 (95%) 12 (5%) 33 41
2 X 235/235 (100%) 221 (94%) 14 (6%) 27 32

All All 11592/11568 (100%) | 11247 (97%) | 345 (3%) 95 70

All (345) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 17 PHE
1 A 55 ARG
1 A 78 TYR
1 A 142 SER
1 A 187 TRP
1 A 373 LEU
1 A 379 MET
1 A 462 GLN
1 A 493 PHE
1 A 499 PRO
1 A 554 PHE
1 A 560[A] | TYR
1 A 560[B] | TYR
1 A 564 ASN
1 A 605 MET
1 A 726 LEU
1 A 743 MET
1 A 786 ASN
1 A 839 ILE
2 B 13 CYS
2 B 19 CYS
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Mol | Chain | Res | Type
2 B 21 MET
2 B 24 MET
2 B 71 CYS
2 B 109 CYS
2 B 125 LYS
2 B 145 CYS
2 B 149 CYS
2 B 157 LEU
1 C 55 ARG
1 C 78 TYR
1 C 108 ASP
1 C 142 SER
1 C 170 ASP
1 C 187 TRP
1 C 373 LEU
1 C 436 PRO
1 C 462 GLN
1 C 499 PRO
1 C 554 PHE
1 C 560[A] | TYR
1 C 560[B] | TYR
1 C 564 ASN
1 C 605 MET
1 C 743 MET
1 C 780 GLU
1 C 786 ASN
1 C 818 GLU
2 D 13 CYS
2 D 17 ASN
2 D 19 CYS
2 D 21 MET
2 D 71 CYS
2 D 73 ASN
2 D 109 CYS
2 D 129 CYS
2 D 145 CYS
2 D 149 CYS
2 D 157 LEU
2 D 252 ASP
1 E 55 ARG
1 E 78 TYR
1 E 142 SER
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Mol | Chain | Res | Type
1 E 170 ASP
1 E 187 TRP
1 E 358 CYS
1 E 462 GLN
1 E 493 PHE
1 E 499 PRO
1 E 560[A] | TYR
1 E 560[B] | TYR
1 E 564 ASN
1 E 678 ARG
1 E 800 ILE
2 F 13 CYS
2 F 21 MET
2 F 24 MET
2 F 67 PRO
2 F 71 CYS
2 F 76 CYS
2 F 109 CYS
2 F 125 LYS
2 F 145 CYS
2 F 149 CYS
2 F 157 LEU
2 F 252 ASP
1 G 17 PHE
1 G 55 ARG
1 G 78 TYR
1 G 100 LEU
1 G 142 SER
1 G 187 TRP
1 G 373 LEU
1 G 426 MET
1 G 462 GLN
1 G 499 PRO
1 G 554 PHE
1 G 560[A] | TYR
1 G 560[B] | TYR
1 G 564 ASN
1 G 605 MET
1 G 719 GLU
1 G 726 LEU
1 G 743 MET
1 G 800 ILE
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Mol | Chain | Res | Type
1 G 818 GLU
2 H 13 CYS
2 H 19 CYS
2 H 21 MET
2 H 24 MET
2 H 29 LEU
2 H 71 CYS
2 H 76 CYS
2 H 109 CYS
2 H 125 LYS
2 H 129 CYS
2 H 145 CYS
2 H 148 ASN
2 H 149 CYS
2 H 157 LEU
1 I 35 ASP
1 I 55 ARG
1 I 78 TYR
1 I 142 SER
1 I 187 TRP
1 I 373 LEU
1 I 462 GLN
1 I 493 PHE
1 I 499 PRO
1 I 554 PHE
1 I 560[A] | TYR
1 I 560[B] | TYR
1 I 564 ASN
1 I 605 MET
1 I 726 LEU
1 I 743 MET
1 I 786 ASN
1 I 800 ILE
1 I 818 GLU
1 I 857 ASN
2 J 13 CYS
2 J 19 CYS
2 J 21 MET
2 J 71 CYS
2 J 76 CYS
2 J 109 CYS
2 J 114 MET
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Mol | Chain | Res | Type
2 J 125 LYS
2 J 129 CYS
2 J 145 CYS
2 J 149 CYS
1 K 17 PHE
1 K 142 SER
1 K 187 TRP
1 K 414 GLU
1 K 462 GLN
1 K 499 PRO
1 K 554 PHE
1 K 257 CYS
1 K 560[A] | TYR
1 K 560[B] | TYR
1 K 564 ASN
1 K 605 MET
1 K 708 ARG
1 K 743 MET
1 K 818 GLU
1 K 820 CYS
2 L 13 CYS
2 L 19 CYS
2 L 21 MET
2 L 24 MET
2 L 59 ASN
2 L 71 CYS
2 L 73 ASN
2 L 109 CYS
2 L 125 LYS
2 L 129 CYS
2 L 145 CYS
2 L 149 CYS
2 L 157 LEU
1 M 78 TYR
1 M 142 SER
1 M 187 TRP
1 M 272 HIS
1 M 373 LEU
1 M 426 MET
1 M 462 GLN
1 M 493 PHE
1 M 560[A] | TYR
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Mol | Chain | Res | Type
1 M 560[B] | TYR
1 M 564 ASN
1 M 605 MET
1 M 719 GLU
1 M 743 MET
1 M 786 ASN
1 M 818 GLU
2 N 13 CYS
2 N 19 CYS
2 N 21 MET
2 N 24 MET
2 N 29 LEU
2 N o7 PRO
2 N 60 ASP
2 N 71 CYS
2 N 109 CYS
2 N 125 LYS
2 N 129 CYS
2 N 145 CYS
2 N 149 CYS
2 N 157 LEU
1 O 78 TYR
1 O 142 SER
1 O 187 TRP
1 O 426 MET
1 O 462 GLN
1 O 499 PRO
1 O 560[A] | TYR
1 O 560[B] | TYR
1 O 564 ASN
1 O 605 MET
1 O 743 MET
1 O 786 ASN
2 P 13 CYS
2 P 19 CYS
2 P 21 MET
2 P 71 CYS
2 P 73 ASN
2 P 109 CYS
2 P 125 LYS
2 P 145 CYS
2 P 149 CYS
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Mol | Chain | Res | Type
1 Q 78 TYR
1 Q 100 LEU
1 Q 142 SER
1 Q 187 TRP
1 Q 373 LEU
1 Q 462 GLN
1 Q 499 PRO
1 Q 560[A] | TYR
1 Q 560[B] | TYR
1 Q 564 ASN
1 Q 605 MET
1 Q 678 ARG
1 Q 726 LEU
1 Q 743 MET
1 Q 786 ASN
1 Q 818 GLU
2 R 13 CYS
2 R 19 CYS
2 R 21 MET
2 R 71 CYS
2 R 76 CYS
2 R 109 CYS
2 R 125 LYS
2 R 129 CYS
2 R 145 CYS
2 R 149 CYS
2 R 157 LEU
1 S 17 PHE
1 S 78 TYR
1 S 142 SER
1 S 187 TRP
1 S 373 LEU
1 S 499 PRO
1 S 554 PHE
1 S 560[A] | TYR
1 S 560[B] | TYR
1 S 564 ASN
1 S 605 MET
1 S 678 ARG
1 S 719 GLU
1 S 726 LEU
1 S 743 MET
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Mol | Chain | Res | Type
1 S 786 ASN
2 T 13 CYS
2 T 19 CYS
2 T 21 MET
2 T 24 MET
2 T 57 PRO
2 T 71 CYS
2 T 73 ASN
2 T 109 CYS
2 T 125 LYS
2 T 129 CYS
2 T 145 CYS
2 T 149 CYS
2 T 157 LEU
1 U 17 PHE
1 U 55 ARG
1 U 108 ASP
1 U 152 TYR
1 U 187 TRP
1 U 358 CYS
1 U 426 MET
1 U 462 GLN
1 U 499 PRO
1 U 560[A] | TYR
1 U 560[B] | TYR
1 U 564 ASN
1 U 605 MET
1 U 719 GLU
1 U 726 LEU
1 U 743 MET
1 U 786 ASN
1 U 818 GLU
2 \Y 13 CYS
2 \Y 19 CYS
2 \Y 21 MET
2 \Y 24 MET
2 \Y 59 ASN
2 \Y 71 CYS
2 \Y 73 ASN
2 \Y 109 CYS
2 \Y 125 LYS
2 \Y 129 CYS
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Mol | Chain | Res | Type
2 \Y 145 CYS
2 \Y 149 CYS
1 W 17 PHE
1 W 55 ARG
1 W 187 TRP
1 W 261 ASP
1 W 272 HIS
1 W 462 GLN
1 W 493 PHE
1 W 499 PRO
1 W 560[A] | TYR
1 A 560[B] | TYR
1 W 564 ASN
1 W 605 MET
1 W 743 MET
1 W 786 ASN
2 X 13 CYS
2 X 17 ASN
2 X 19 CYS
2 X 21 MET
2 X 29 LEU
2 X 71 CYS
2 X 73 ASN
2 X 109 CYS
2 X 125 LYS
2 X 129 CYS
2 X 145 CYS
2 X 149 CYS
2 X 157 LEU
2 X 252 ASP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (225) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 154 HIS
1 A 162 ASN
1 A 222 ASN
1 A 478 HIS
1 A 525 GLN
1 A 564 ASN
1 A 618 GLN
1 A 645 ASN
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Mol | Chain | Res | Type
1 A 673 ASN
1 A 674 ASN
1 A 697 ASN
1 A 701 GLN
1 A 721 GLN
1 A 786 ASN
2 B 40 GLN
2 B 59 ASN
2 B 70 HIS
2 B 73 ASN
2 B 81 ASN
1 C 154 HIS
1 C 162 ASN
1 C 222 ASN
1 C 440 ASN
1 C 462 GLN
1 C 478 HIS
1 C 525 GLN
1 C 564 ASN
1 C 618 GLN
1 C 697 ASN
1 C 701 GLN
1 C 721 GLN
1 C 786 ASN
2 D 17 ASN
2 D 27 HIS
2 D 40 GLN
2 D 59 ASN
2 D 73 ASN
2 D 81 ASN
2 D 121 ASN
1 E 162 ASN
1 E 415 ASN
1 E 440 ASN
1 E 462 GLN
1 E 478 HIS
1 E 525 GLN
1 E 564 ASN
1 E 618 GLN
1 E 645 ASN
1 E 697 ASN
1 E 701 GLN
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Mol | Chain | Res | Type
1 E 721 GLN
1 E 786 ASN
1 E 810 GLN
2 F 27 HIS
2 F 40 GLN
2 F 59 ASN
2 F 70 HIS
2 F 73 ASN
2 F 81 ASN
1 G 154 HIS
1 G 162 ASN
1 G 222 ASN
1 G 415 ASN
1 G 440 ASN
1 G 462 GLN
1 G 478 HIS
1 G 525 GLN
1 G 564 ASN
1 G 618 GLN
1 G 645 ASN
1 G 673 ASN
1 G 697 ASN
1 G 701 GLN
1 G 721 GLN
1 G 786 ASN
2 H 27 HIS
2 H 40 GLN
2 H 59 ASN
2 H 73 ASN
2 H 81 ASN
1 I 154 HIS
1 I 162 ASN
1 I 478 HIS
1 I 525 GLN
1 I 564 ASN
1 I 618 GLN
1 I 673 ASN
1 I 697 ASN
1 I 701 GLN
1 I 721 GLN
1 I 786 ASN
2 J 40 GLN
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Mol | Chain | Res | Type
2 J 59 ASN
2 J 70 HIS
2 J 73 ASN
1 K 154 HIS
1 K 162 ASN
1 K 222 ASN
1 K 462 GLN
1 K 478 HIS
1 K 525 GLN
1 K 564 ASN
1 K 576 GLN
1 K 618 GLN
1 K 673 ASN
1 K 697 ASN
1 K 701 GLN
1 K 721 GLN
1 K 786 ASN
2 L 40 GLN
2 L 59 ASN
2 L 73 ASN
2 L 81 ASN
2 L 86 GLN
1 M 154 HIS
1 M 162 ASN
1 M 222 ASN
1 M 440 ASN
1 M 462 GLN
1 M 478 HIS
1 M 525 GLN
1 M 564 ASN
1 M 618 GLN
1 M 645 ASN
1 M 673 ASN
1 M 697 ASN
1 M 701 GLN
1 M 721 GLN
1 M 786 ASN
2 N 27 HIS
2 N 40 GLN
2 N 59 ASN
2 N 70 HIS
2 N 73 ASN
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Mol | Chain | Res | Type
2 N 81 ASN
1 O 154 HIS
1 O 162 ASN
1 O 171 HIS
1 O 222 ASN
1 O 478 HIS
1 O 525 GLN
1 O 564 ASN
1 O 618 GLN
1 O 673 ASN
1 O 697 ASN
1 O 701 GLN
1 O 721 GLN
1 O 786 ASN
2 P 27 HIS
2 P 40 GLN
2 P 59 ASN
2 P 70 HIS
2 P 81 ASN
1 Q 154 HIS
1 Q 162 ASN
1 Q 478 HIS
1 Q 525 GLN
1 Q 564 ASN
1 Q 618 GLN
1 Q 697 ASN
1 Q 701 GLN
1 Q 721 GLN
1 Q 786 ASN
2 R 27 HIS
2 R 40 GLN
2 R 59 ASN
2 R 70 HIS
2 R 73 ASN
2 R 81 ASN
1 S 154 HIS
1 S 162 ASN
1 S 462 GLN
1 S 478 HIS
1 S 525 GLN
1 S 564 ASN
1 S 618 GLN
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Mol | Chain | Res | Type
1 S 697 ASN
1 S 701 GLN
1 S 707 HIS
1 S 721 GLN
1 S 786 ASN
2 T 3 GLN
2 T 27 HIS
2 T 40 GLN
2 T 59 ASN
2 T 73 ASN
1 U 154 HIS
1 U 162 ASN
1 U 171 HIS
1 U 222 ASN
1 U 462 GLN
1 U 478 HIS
1 U 525 GLN
1 U 564 ASN
1 U 618 GLN
1 U 673 ASN
1 U 674 ASN
1 U 697 ASN
1 U 701 GLN
1 U 721 GLN
1 U 786 ASN
2 \Y 40 GLN
2 \Y 59 ASN
2 \Y 70 HIS
2 \Y 73 ASN
2 \Y 81 ASN
1 W 154 HIS
1 W 162 ASN
1 W 222 ASN
1 W 462 GLN
1 W 478 HIS
1 W 525 GLN
1 W 564 ASN
1 W 576 GLN
1 W 618 GLN
1 W 645 ASN
1 W 697 ASN
1 W 701 GLN
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Mol | Chain | Res | Type
1 W 721 GLN
1 A 786 ASN
2 X 3 GLN
2 X 17 ASN
2 X 40 GLN
2 X 59 ASN
2 X 73 ASN

5.3.3 RNA (D

There are no RNA chains in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 108 ligands modelled in this entry, 36 are monoatomic - leaving 72 for Mogul analysis.

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 CountsBOII;»?\/IlSeZn gt:;jZ | > 2 CountsBOIgl?/[;Zn gle;;Z | > 2
3 | ACT | A |901] 6 1,33 | 299 | 1(100%) | 03,3 | 0.00 ]
5 |MGD| A [903| 6 [525252] 229 | 18 (34%) | 73.81,81 | 2.74 | 18 (24%)
5 |MGD| A | 904| 6 |525252| 247 | 20 (38%) | 73,81,81 | 3.48 | 17 (23%)
7 | SF4 B | 302] 2 |121212] 10.24 | 11 (91%) | 024,24 | 0.00 _
7 | SF4 B [303] 2 [121212] 1095 | 8(66%) | 024,24 | 0.00 _
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Mol | Type | Chain | Res | Link | oo | RASE | 41252 | Couns | RMSE| £12]5 2
7 SkF4 B 304 2 12,12,12 | 9.08 9 (75%) 0,24,24 | 0.00 -
3 ACT C 901 6 1,3,3 3.32 1 (100%) 0,3,3 0.00 -
D MGD C 903 6 52,562,562 | 2.46 19 (36%) | 73,81,81 | 3.23 | 21 (28%)
5 MGD C 904 6 52,52,52 | 2.46 19 (36%) | 73,81,81 | 3.22 14 (19%)
7 SF4 D 302 2 12,12,12 | 10.14 | 8 (66%) 0,24,24 | 0.00 -
7 SF4 D 303 2 12,12,12 | 10.62 | 10 (83%) | 0,24,24 | 0.00 -
7 SF4 D 304 2 12,12,12 | 8.42 8 (66%) 0,24,24 | 0.00 -
3 ACT E 901 6 1,3,3 3.38 1 (100%) 0,3,3 0.00 -
5 MGD E 903 6 52,562,562 | 2.41 21 (40%) | 73,81,81 | 3.00 19 (26%)
5 MGD E 904 6 52,562,562 | 2.50 18 (34%) | 73,81,81 | 3.04 16 (21%)
7 SF4 F 302 2 12,12,12 | 10.52 | 11 (91%) | 0,24,24 | 0.00 -
7 SF4 F 303 2 12,12,12 | 10.63 | 10 (83%) | 0,24,24 | 0.00 -
7 SF4 F 304 2 12,12,12 | 9.25 8 (66%) 0,24,24 | 0.00 -
3 ACT G 901 6 1,3,3 3.78 1 (100%) 0,3,3 0.00 -
5 MGD G 903 6 52,52,52 | 2.44 | 20 (38%) | 73,81,81 | 3.45 21 (28%)
> MGD G 904 6 52,52,52 | 2.30 17 (32%) | 73,81,81 | 2.80 15 (20%)
7 SkF4 H 302 2 12,12,12 | 10.08 | 11 (91%) | 0,24,24 | 0.00 -
7 SF4 H 303 2 12,12,12 | 10.72 | 10 (83%) | 0,24,24 | 0.00 -
7 SF4 H 304 2 12,12,12 | 8.96 8 (66%) 0,24,24 | 0.00 -
3 ACT I 901 6 1,3,3 3.26 1 (100%) 0,3,3 0.00 -
5 MGD I 903 6 52,52,52 | 2.48 19 (36%) | 73,81,81 | 3.06 | 21 (28%)
5 MGD I 904 6 52,52,52 | 2.43 17 (32%) | 73,81,81 | 2.86 19 (26%)
7 SF4 J 302 2 12,12,12 | 10.75 8 (66%) 0,24,24 | 0.00 -
7 Sk4 J 303 2 12,1212 | 10.56 9 (75%) 0,24,24 | 0.00 -
7 SkF4 J 304 2 12,12,12 | 941 9 (75%) 0,24,24 | 0.00 -
3 ACT K 901 6 1,3,3 3.96 1 (100%) 0,3,3 0.00 -
5 MGD K 903 6 52,562,562 | 2.27 17 (32%) | 73,81,81 | 2.93 17 (23%)
5 MGD K 904 6 52,52,52 | 2.42 18 (34%) | 73,81,81 | 2.74 17 (23%)
7 SF4 L 302 2 12,12,12 | 10.50 | 11 (91%) | 0,24,24 | 0.00 -
7 SkF4 L 303 2 12,12,12 | 10.68 | 11 (91%) | 0,24,24 | 0.00 -
7 SF4 L 304 2 12,12,12 | 8.60 9 (75%) 0,24,24 | 0.00 -
3 ACT M 901 6 1,3,3 3.38 1 (100%) 0,3,3 0.00 -
5 MGD M 903 6 52,5252 | 2.34 18 (34%) | 73,81,81 | 3.41 21 (28%)
5 MGD M 904 6 52,562,562 | 2.39 20 (38%) | 73,81,81 | 3.09 16 (21%)
7 SF4 N 302 2 12,12,12 | 10.14 | 9 (75%) 0,24,24 | 0.00 -

WORLDWIDE
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Mol | Type | Chain | Res | Link | oo | RASE | 41252 | Couns | RMSE| £12]5 2
7 SkF4 N 303 2 12,12,12 | 10.97 | 9 (75%) 0,24,24 | 0.00 -
7 SF4 N 304 2 12,12,12 | 9.27 10 (83%) | 0,24,24 | 0.00 -
3 ACT @) 901 6 1,3,3 3.64 1 (100%) 0,3,3 0.00 -
5 MGD O 903 6 52,562,562 | 2.44 | 23 (44%) | 73,81,81 | 3.11 17 (23%)
5 MGD O 904 6 52,652,562 | 2.44 18 (34%) | 73,81,81 | 3.29 16 (21%)
7 SF4 P 302 2 12,12,12 | 10.64 | 9 (75%) 0,24,24 | 0.00 -
7 SF4 P 303 2 12,12,12 | 9.85 10 (83%) | 0,24,24 | 0.00 -
7 SF4 P 304 2 12,12,12 | 8.80 9 (75%) 0,24,24 | 0.00 -
3 ACT Q 901 6 1,3,3 3.05 1 (100%) 0,3,3 0.00 -
5 MGD Q 903 6 52,52,52 | 2.40 19 (36%) | 73,81,81 | 2.86 19 (26%)
bt MGD Q 904 6 52,562,652 | 2.39 19 (36%) | 73,81,81 | 3.05 16 (21%)
7 SF4 R 302 2 12,12,12 | 9.92 10 (83%) | 0,24,24 | 0.00 -
7 SF4 R 303 2 12,12,12 | 11.23 9 (75%) 0,24,24 | 0.00 -
7 SF4 R 304 2 12,12,12 | 8.96 9 (75%) 0,24,24 | 0.00 -
3 ACT S 901 6 1,3,3 3.92 1 (100%) 0,3,3 0.00 -
D MGD S 903 6 52,562,502 | 2.31 19 (36%) | 73,81,81 | 3.07 18 (24%)
5 MGD S 904 6 52,52,52 | 2.44 18 (34%) | 73,81,81 | 3.02 15 (20%)
7 SF4 T 302 2 12,12,12 | 10.88 | 10 (83%) | 0,24,24 | 0.00 -
7 SF4 T 303 2 12,12,12 | 10.50 | 11 (91%) | 0,24,24 | 0.00 -
7 SkF4 T 304 2 12,12,12 | 8.85 9 (75%) 0,24,24 | 0.00 -
3 ACT U 901 6 1,3,3 3.77 1 (100%) 0,3,3 0.00 -
5 MGD U 903 6 52,652,562 | 2.45 24 (46%) | 73,81,81 | 2.82 19 (26%)
5 MGD U 904 6 52,652,562 | 2.44 16 (30%) | 73,81,81 | 3.20 14 (19%)
7 Sk4 \Y 302 2 12,12,12 | 10.03 9 (75%) 0,24,24 | 0.00 -
7 SkF4 \Y 303 2 12,1212 | 10.25 9 (75%) 0,24,24 | 0.00 -
7 SF4 \Y 304 2 12,12,12 | 8.60 9 (75%) 0,24,24 | 0.00 -
3 ACT W 901 6 1,3,3 4.17 1 (100%) 0,3,3 0.00 -
5 MGD W 903 6 52,52,52 | 2.51 21 (40%) | 73,81,81 | 2.73 18 (24%)
bt MGD W 904 6 52,52,52 | 2.43 17 (32%) | 73,81,81 | 2.99 16 (21%)
7 SkF4 X 302 2 12,12,12 | 10.33 9 (75%) 0,24,24 | 0.00 -
7 SF4 X 303 2 12,12,12 | 10.58 | 11 (91%) | 0,24,24 | 0.00 -
7 SF4 X 304 2 12,12,12 | 9.00 10 (83%) | 0,24,24 | 0.00 -

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
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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
3 ACT A 901 6 - 0/0/0/0 | 0/0/0/0
5 MGD A 903 6 - 0/22/66/66 | 0/6/6/6
bt MGD A 904 6 - 0/22/66/66 | 0/6/6/6
7 SF4 B 302 2 - 0/0/48/48 | 0/6/5/5
7 SkF4 B 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 B 304 2 - 0/0/48/48 | 0/6/5/5
3 ACT C 901 6 - 0/0/0/0 | 0/0/0/0
5 MGD C 903 6 - 0/22/66/66 | 0/6/6/6
bt MGD C 904 6 - 0/22/66/66 | 0/6/6/6
7 SF4 D 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 D 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 D 304 2 - 0/0/48/48 | 0/6/5/5
3 ACT E 901 6 - 0/0/0/0 |1 0/0/0/0
5 MGD E 903 6 - 0/22/66/66 | 0/6/6/6
5 MGD E 904 6 - 0/22/66/66 | 0/6/6/6
7 SF4 F 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 F 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 F 304 2 - 0/0/48/48 | 0/6/5/5
3 ACT G 901 6 - 0/0/0/0 | 0/0/0/0
5 MGD G 903 6 - 0/22/66/66 | 0/6/6/6
5 MGD G 904 6 - 0/22/66/66 | 0/6/6/6
7 SF4 H 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 H 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 H 304 2 - 0/0/48/48 | 0/6/5/5
3 ACT I 901 6 - 0/0/0/0 | 0/0/0/0
5 MGD I 903 6 - 0/22/66/66 | 0/6/6/6
5 MGD I 904 6 - 0/22/66/66 | 0/6/6/6
7 SF4 J 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 J 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 J 304 2 - 0/0/48/48 | 0/6/5/5
3 ACT K 901 6 - 0/0/0/0 | 0/0/0/0
5 MGD K 903 6 - 0/22/66/66 | 0/6/6/6
5 MGD K 904 6 - 0/22/66/66 | 0/6/6/6
7 SF4 L 302 2 - 0/0/48/48 | 0/6/5/5
7 SkF4 L 303 2 - 0/0/48/48 | 0/6/5/5
7 SF4 L 304 2 - 0/0/48/48 | 0/6/5/5
3 ACT M 901 6 - 0/0/0/0 | 0/0/0/0
5 MGD M 903 6 - 0/22/66/66 | 0/6/6/6
5 MGD M 904 6 - 0/22/66/66 | 0/6/6/6
7 SF4 N 302 2 - 0/0/48/48 | 0/6/5/5
7 SkF4 N 303 2 - 0/0/48/48 | 0/6/5/5

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings

7 | SF4 | N | 304 2 - 0/0/48/48 | 0/6/5/5
3 |ACT | O | 901 6 - 0/0/0/0 | 0/0/0/0
5 |MGD| O | 903 6 - 0/22/66/66 | 0/6/6/6
5 | MGD 0] 904 6 - 0/22/66/66 | 0/6/6/6
7 SF4 p 302 2 - 0/0/48/48 | 0/6/5/5
7 | SF4 | P | 303 | 2 - 0/0/48/48 | 0/6/5/5
7 | SF4 | P | 304 | 2 - 0/0/48/48 | 0/6/5/5
3 |ACT | Q |91 6 - 0/0/0/0 | 0/0/0/0
5 |MGD| Q | 903 6 - 0/22/66/66 | 0/6/6/6
5 |MGD| Q | 904 6 - 0/22/66,/66 | 0/6/6/6
7 SF4 R 302 2 - 0/0/48/48 | 0/6/5/5
7 SF4 R 303 2 - 0/0/48/48 | 0/6/5/5
7 | SF4 | R | 304 | 2 - 0/0/48/48 | 0/6/5/5
3 |ACT | S |91 | 6 - 0/0/0/0 | 0/0/0/0
5 |MGD| S | 903 | 6 - 0/22/66/66 | 0/6/6/6
5 |MGD| S | 904 6 - 0/22/66,/66 | 0/6/6/6
7 | SF4 | T | 302 | 2 - 0/0/48/48 | 0/6/5/5
7 SF4 T 303 2 - 0/0/48/48 | 0/6/5/5
7 | SF4 | T | 304 | 2 - 0/0/48/48 | 0/6/5/5
3 |ACT | U |91 | 6 - 0/0/0/0 | 0/0/0/0
5 |MGD| U |903| 6 - 0/22/66/66 | 0/6/6/6
5 |MGD| U | 904 6 - 0/22/66,/66 | 0/6/6/6
7 | SF4 | V| 302 | 2 - 0/0/48/48 | 0/6/5/5
7 | SF4 | V| 303 | 2 - 0/0/48/48 | 0/6/5/5
7 SF4 Vv 304 2 - 0/0/48/48 | 0/6/5/5
3 |ACT | W | 901 | 6 - 0/0/0/0 | 0/0/0/0
5 |MGD| W | 903| 6 - 0/22/66/66 | 0/6/6/6
5 |MGD| W | 904 | 6 - 0/22/66/66 | 0/6/6/6
7 | SF4 | X | 302 | 2 - 0/0/48/48 | 0/6/5/5
7 | SF4 | X | 303 | 2 - 0/0/48/48 | 0/6/5/5
7 SF4 X 304 2 - 0/0/48/48 | 0/6/5/5

All (807) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 L 302 | SF4 S1-FE4 | -21.31 2.18 2.33
7 F 302 | SF4 S1-FE4 | -20.51 2.19 2.33
7 X 302 | SF4 | S1-FE4 |-20.09 2.19 2.33
7 T 302 | SF4 S1-FE4 | -19.93 2.19 2.33
7 F 303 | SF4 S1-FE4 | -19.84 2.19 2.33
7 B 302 | SF4 S1-FE4 | -19.83 2.19 2.33
7 N 302 | SF4 S1-FE4 | -19.79 2.19 2.33

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 L 303 | SF4 S1-FE4 | -19.52 2.20 2.33
7 X 303 | SF4 S1-FE4 | -19.46 2.20 2.33
7 P 302 | SF4 | S1-FE4 |-19.39 2.20 2.33
7 R 302 | SF4 | S1-FE4 | -19.35 2.20 2.33
7 T 303 | SF4 S1-FE4 | -18.96 2.20 2.33
7 H 302 | SF4 S1-FE4 | -18.92 2.20 2.33
7 N 303 | SF4 S1-FE4 | -18.68 2.20 2.33
7 D 303 | SF4 S1-FE4 | -18.64 2.20 2.33
7 \Y 303 | SF4 S1-FE4 | -18.62 2.20 2.33
7 J 303 | SF4 | S1-FE4 |-18.54 2.20 2.33
7 D 302 | SF4 | S1-FE4 | -18.50 2.20 2.33
7 J 304 | SF4 S1-FE4 | -18.42 2.20 2.33
7 B 303 | SF4 S1-FE4 | -18.15 2.21 2.33
7 B 304 | SF4 S1-FE4 | -18.08 2.21 2.33
7 F 304 | SF4 S1-FE4 | -18.03 2.21 2.33
7 J 302 | SF4 | S3-FE1 | -18.03 2.21 2.33
7 \Y 302 | SF4 | S1-FE4 |-18.01 2.21 2.33
7 N 304 | SF4 S1-FE4 | -18.00 2.21 2.33
7 P 303 | SF4 S1-FE4 | -18.00 2.21 2.33
7 H 303 | SF4 S1-FE4 | -17.71 2.21 2.33
7 R 303 | SF4 S1-FE4 | -17.68 2.21 2.33
7 J 302 | SF4 | S1-FE4 | -17.44 2.21 2.33
7 N 302 | SF4 | S4-FE1 | -17.42 2.21 2.33
7 R 304 | SF4 | S1-FE4 | -17.33 2.21 2.33
7 X 304 | SF4 S1-FE4 | -17.31 2.21 2.33
7 T 302 | SF4 S4-FE1 | -17.22 2.21 2.33
7 T 302 | SF4 S3-FE1 | -16.99 2.21 2.33
7 R 302 | SF4 S4-FE1 | -16.95 2.21 2.33
7 H 304 | SF4 S1-FE4 | -16.87 2.21 2.33
7 F 302 | SF4 | S4-FE1 | -16.86 2.21 2.33
7 P 304 | SF4 | S1-FE4 | -16.76 2.22 2.33
7 D 302 | SF4 S3-FE1 | -16.72 2.22 2.33
7 H 302 | SF4 S4-FE1 | -16.65 2.22 2.33
7 P 302 | SF4 S3-FE1 | -16.58 2.22 2.33
7 L 302 | SF4 S4-FE1 | -16.55 2.22 2.33
7 B 303 | SF4 S1-FE3 | -16.52 2.22 2.33
7 \Y 302 | SF4 | S3-FE1 |-16.44 2.22 2.33
7 \Y 304 | SF4 S1-FE4 | -16.36 2.22 2.33
7 T 304 | SF4 S1-FE4 | -16.33 2.22 2.33
7 P 302 | SF4 S4-FE1 | -16.26 2.22 2.33
7 F 302 | SF4 S3-FE1 | -16.26 2.22 2.33
7 B 302 | SF4 S3-FE1 | -16.16 2.22 2.33
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 L 304 | SF4 S1-FE4 | -15.84 2.22 2.33
7 R 303 | SF4 S3-FE1 | -15.84 2.22 2.33
7 L 303 | SF4 | S3-FE1 |-15.61 2.22 2.33
7 T 304 | SF4 | S3-FE4 |-15.38 2.22 2.33
7 H 303 | SF4 S3-FE1 | -15.21 2.23 2.33
7 X 302 | SF4 S3-FE1 | -15.19 2.23 2.33
7 T 303 | SF4 S3-FE1 | -15.14 2.23 2.33
7 B 302 | SF4 S4-FE1 | -15.13 2.23 2.33
7 D 303 | SF4 S3-FE1 | -15.12 2.23 2.33
7 F 304 | SF4 | S3-FE1 | -15.06 2.23 2.33
7 D 303 | SF4 | S2-FE4 | -15.06 2.23 2.33
7 R 303 | SF4 S2-FE1 | -14.92 2.23 2.33
7 N 303 | SF4 S1-FE3 | -14.91 2.23 2.33
7 D 302 | SF4 S4-FE1 | -14.88 2.23 2.33
7 R 302 | SF4 S3-FE1 | -14.86 2.23 2.33
7 \Y 303 | SF4 | S3-FE1 |-14.84 2.23 2.33
7 \Y 302 | SF4 | S4-FE1 |-14.81 2.23 2.33
7 J 303 | SF4 S3-FE1 | -14.69 2.23 2.33
7 D 304 | SF4 S1-FE4 | -14.66 2.23 2.33
7 L 302 | SF4 S3-FE1 | -14.65 2.23 2.33
7 X 302 | SF4 S4-FE1 | -14.61 2.23 2.33
7 B 303 | SF4 S3-FE1 | -14.60 2.23 2.33
7 N 304 | SF4 | S3-FE4 | -14.47 2.23 2.33
7 H 304 | SF4 | S3-FE4 | -14.45 2.23 2.33
7 X 304 | SF4 S3-FE4 | -14.41 2.23 2.33
7 N 303 | SF4 S3-FE1 | -14.33 2.23 2.33
7 F 303 | SF4 S1-FE3 | -14.29 2.23 2.33
7 R 303 | SF4 S1-FE3 | -14.16 2.23 2.33
7 L 303 | SF4 S2-FE4 | -14.10 2.23 2.33
7 D 304 | SF4 | S3-FE4 | -14.09 2.23 2.33
7 J 302 | SF4 | S4-FE1 | -14.08 2.23 2.33
7 H 302 | SF4 S3-FE1 | -13.96 2.23 2.33
7 N 303 | SF4 S2-FE1 | -13.89 2.23 2.33
7 H 303 | SF4 S2-FE4 | -13.84 2.23 2.33
7 T 302 | SF4 S2-FE1 | -13.82 2.24 2.33
7 T 303 | SF4 S52-FE4 | -13.80 2.24 2.33
7 P 304 | SF4 | S3-FE4 | -13.78 2.24 2.33
7 B 304 | SF4 S3-FE1 | -13.63 2.24 2.33
7 \Y 304 | SF4 S3-FE4 | -13.59 2.24 2.33
7 J 302 | SF4 S2-FE1 | -13.54 2.24 2.33
7 J 304 | SF4 S3-FE1 | -13.53 2.24 2.33
7 X 303 | SF4 S3-FE1 | -13.52 2.24 2.33
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 X 303 | SF4 S2-FE4 | -13.51 2.24 2.33
7 L 304 | SF4 S3-FE4 | -13.47 2.24 2.33
7 J 304 | SF4 | S3-FE4 | -13.45 2.24 2.33
7 P 303 | SF4 | S3-FE1 |-13.41 2.24 2.33
7 H 302 | SF4 S2-FE1 | -13.35 2.24 2.33
7 N 302 | SF4 S2-FE1 | -13.30 2.24 2.33
7 R 303 | SF4 S4-FE1 | -13.26 2.24 2.33
7 J 303 | SF4 S4-FE1 | -13.21 2.24 2.33
7 L 302 | SF4 S52-FE1 | -13.19 2.24 2.33
7 X 303 | SF4 | S3-FE4 | -13.16 2.24 2.33
7 P 302 | SF4 | S2-FE1 |-13.13 2.24 2.33
7 R 302 | SF4 S2-FE1 | -13.12 2.24 2.33
7 J 303 | SF4 S3-FE4 | -13.09 2.24 2.33
7 \Y 302 | SF4 S2-FE1 | -13.04 2.24 2.33
7 N 303 | SF4 S2-FE4 | -12.98 2.24 2.33
7 F 303 | SF4 | S4-FE1 | -12.95 2.24 2.33
7 T 303 | SF4 | S1-FE3 |-12.94 2.24 2.33
7 H 304 | SF4 S3-FE1 | -12.94 2.24 2.33
7 N 302 | SF4 S3-FE1 | -12.92 2.24 2.33
7 H 303 | SF4 S1-FE3 | -12.89 2.24 2.33
7 B 302 | SF4 S2-FE1 | -12.81 2.24 2.33
7 F 303 | SF4 | S2-FE4 | -12.73 2.24 2.33
7 R 304 | SF4 | S3-FE1 | -12.71 2.24 2.33
7 X 303 | SF4 | S4-FE1 | -12.68 2.24 2.33
7 N 303 | SF4 S4-FE1 | -12.68 2.24 2.33
7 \Y 303 | SF4 S2-FE4 | -12.55 2.24 2.33
7 B 303 | SF4 S3-FE4 | -12.50 2.24 2.33
7 H 303 | SF4 S2-FE1 | -12.48 2.24 2.33
7 N 304 | SF4 S3-FE1 | -12.44 2.24 2.33
7 D 303 | SF4 | S3-FE4 |-12.44 2.24 2.33
7 L 303 | SF4 S1-FE3 | -12.42 2.24 2.33
7 R 304 | SF4 S3-FE4 | -12.42 2.24 2.33
7 R 303 | SF4 S2-FE4 | -12.40 2.24 2.33
7 D 302 | SF4 S2-FE1 | -12.36 2.24 2.33
7 J 303 | SF4 S1-FE3 | -12.35 2.24 2.33
7 R 303 | SF4 S3-FE4 | -12.32 2.25 2.33
7 F 304 | SF4 | S3-FE4 |-12.27 2.25 2.33
7 L 304 | SF4 S3-FE1 | -12.27 2.25 2.33
7 F 303 | SF4 S3-FE1 | -12.14 2.25 2.33
7 P 304 | SF4 S3-FE1 | -12.10 2.25 2.33
7 F 302 | SF4 S2-FE1 | -12.07 2.25 2.33
7 B 303 | SF4 S4-FE1 | -12.07 2.25 2.33
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 B 304 | SF4 S3-FE4 | -12.02 2.25 2.33
7 D 304 | SF4 S3-FE1 | -11.99 2.25 2.33
7 D 303 | SF4 | S1-FE3 |-11.98 2.25 2.33
7 J 304 | SF4 | S4-FE1 | -11.83 2.25 2.33
7 B 303 | SF4 S2-FE1 | -11.80 2.25 2.33
7 B 304 | SF4 S4-FE1 | -11.77 2.25 2.33
7 X 302 | SF4 S2-FE1 | -11.76 2.25 2.33
7 L 303 | SF4 S4-FE1 | -11.67 2.25 2.33
7 T 304 | SF4 S3-FE1 | -11.62 2.25 2.33
7 \Y 303 | SF4 | S1-FE3 | -11.58 2.25 2.33
7 P 303 | SF4 S4-FE1 | -11.47 2.25 2.33
7 P 303 | SF4 S2-FE4 | -11.44 2.25 2.33
7 F 304 | SF4 S4-FE1 | -11.40 2.25 2.33
7 P 304 | SF4 S4-FE1 | -11.40 2.25 2.33
7 X 304 | SF4 S4-FE1 | -11.40 2.25 2.33
7 T 303 | SF4 | S3-FE4 | -11.38 2.25 2.33
7 J 303 | SF4 | S2-FE1 |-11.38 2.25 2.33
7 \Y 303 | SF4 S4-FE1 | -11.35 2.25 2.33
7 B 303 | SF4 S2-FE4 | -11.33 2.25 2.33
7 J 302 | SF4 S1-FE3 | -11.31 2.25 2.33
7 \Y 303 | SF4 S3-FE4 | -11.27 2.25 2.33
7 R 304 | SF4 S4-FE1 | -11.23 2.25 2.33
7 P 303 | SF4 | S3-FE4 | -11.21 2.25 2.33
7 P 303 | SF4 | S1-FE3 |-11.19 2.25 2.33
7 \Y 304 | SF4 S3-FE1 | -11.17 2.25 2.33
7 H 303 | SF4 S4-FE1 | -11.11 2.25 2.33
7 H 303 | SF4 S3-FE4 | -10.91 2.25 2.33
7 X 303 | SF4 S1-FE3 | -10.76 2.26 2.33
7 F 303 | SF4 S2-FE1 | -10.75 2.26 2.33
7 D 303 | SF4 | S4-FE1 | -10.68 2.26 2.33
7 L 303 | SF4 | S3-FE4 | -10.68 2.26 2.33
7 X 304 | SF4 S3-FE1 | -10.67 2.26 2.33
7 N 304 | SF4 S4-FE1 | -10.63 2.26 2.33
7 J 302 | SF4 S3-FE4 | -10.57 2.26 2.33
7 N 303 | SF4 S3-FE4 | -10.49 2.26 2.33
7 T 303 | SF4 S4-FE1 | -10.25 2.26 2.33
7 R 304 | SF4 | S2-FE1 |-10.19 2.26 2.33
7 J 303 | SF4 S2-FE4 | -10.18 2.26 2.33
7 A% 304 | SF4 S4-FE1 | -10.15 2.26 2.33
7 H 304 | SF4 S4-FE1 | -10.06 2.26 2.33
7 N 304 | SF4 S2-FE1 | -10.01 2.26 2.33
7 D 302 | SF4 S3-FE4 | -10.01 2.26 2.33
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 F 303 | SF4 S3-FE4 | -9.99 2.26 2.33
7 D 304 | SF4 S4-FE1 | -9.96 2.26 2.33
7 J 304 | SF4 | S2-FE1 | -9.88 2.26 2.33
7 L 304 | SF4 | S4-FE1 | -9.75 2.26 2.33
7 B 304 | SF4 S2-FE1 | -9.64 2.26 2.33
7 \Y 303 | SF4 S2-FE1 | -9.56 2.26 2.33
7 P 303 | SF4 S2-FE1 | -9.37 2.26 2.33
7 T 304 | SF4 S2-FE4 | -9.31 2.27 2.33
7 T 303 | SF4 S2-FE1 | -9.17 2.27 2.33
7 F 304 | SF4 | S2-FE1 | -9.16 2.27 2.33
7 X 302 | SF4 | S3-FE4 | -9.08 2.27 2.33
7 X 304 | SF4 S2-FE4 | -9.04 2.27 2.33
7 X 302 | SF4 S2-FE4 | -8.86 2.27 2.33
7 P 302 | SF4 S1-FE3 | -8.82 2.27 2.33
7 H 302 | SF4 | S3-FE4 | -8.79 2.27 2.33
7 N 302 | SF4 | S3-FE4 | -8.77 2.27 2.33
7 L 303 | SF4 | S2-FE1 | -8.72 2.27 2.33
7 H 304 | SF4 S2-FE1 | -8.69 2.27 2.33
7 L 304 | SF4 S2-FE4 | -8.62 2.27 2.33
7 X 302 | SF4 S1-FE3 | -8.60 2.27 2.33
7 \Y 304 | SF4 S2-FE1 | -8.58 2.27 2.33
7 P 302 | SF4 S2-FE4 | -8.50 2.27 2.33
7 D 304 | SF4 | S2-FE4 | -8.38 2.27 2.33
7 T 302 | SF4 | S2-FE4 | -8.31 2.27 2.33
7 T 302 | SF4 S3-FE4 | -8.29 2.27 2.33
7 T 304 | SF4 S4-FE1 | -8.29 2.27 2.33
7 \Y 302 | SF4 S2-FE4 | -8.25 2.27 2.33
7 F 302 | SF4 S3-FE4 | -8.22 2.27 2.33
7 J 302 | SF4 S4-FE3 | -8.20 2.27 2.33
7 L 302 | SF4 | S3-FE4 | -8.18 2.27 2.33
7 T 304 | SF4 S2-FE1 | -8.12 2.27 2.33
7 P 302 | SF4 S3-FE4 | -8.07 2.27 2.33
7 J 302 | SF4 S2-FE4 | -8.04 2.27 2.33
7 B 302 | SF4 S2-FE4 | -8.01 2.27 2.33
7 P 304 | SF4 S2-FE1 | -7.96 2.27 2.33
7 \Y 304 | SF4 S2-FE4 | -7.86 2.28 2.33
7 L 304 | SF4 | S2-FE1 | -7.63 2.28 2.33
7 D 303 | SF4 S2-FE1 | -7.60 2.28 2.33
7 D 304 | SF4 S2-FE1 | -7.45 2.28 2.33
7 N 304 | SF4 S4-FE3 | -7.42 2.28 2.33
7 J 304 | SF4 S2-FE4 | -7.34 2.28 2.33
7 H 304 | SF4 S2-FE4 | -7.30 2.28 2.33
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 B 302 | SF4 S3-FE4 | -7.28 2.28 2.33
7 P 304 | SF4 S2-FE4 | -7.28 2.28 2.33
) E 904 | MGD | C23-C14 | 7.24 1.59 1.53
7 D 302 | SF4 | S4-FE3 | -7.17 2.28 2.33
7 \Y 302 | SF4 S1-FE3 | -7.11 2.28 2.33
7 T 302 | SF4 S1-FE3 | -7.07 2.28 2.33
7 R 304 | SF4 S4-FE3 | -7.02 2.28 2.33
7 X 304 | SF4 S2-FE1 | -6.99 2.28 2.33
7 B 302 | SF4 S1-FE3 | -6.99 2.28 2.33
7 F 302 | SF4 | S2-FE4 | -6.98 2.28 2.33
7 \Y 302 | SF4 | S4-FE3 | -6.98 2.28 2.33
7 N 304 | SF4 S2-FE4 | -6.97 2.28 2.33
7 X 304 | SF4 S4-FE3 | -6.97 2.28 2.33
7 P 302 | SF4 S4-FE3 | -6.85 2.28 2.33
7 F 304 | SF4 S2-FE4 | -6.83 2.28 2.33
b} U 904 | MGD | C23-C14 | 6.80 1.59 1.53
7 H 302 | SF4 | S2-FE4 | -6.77 2.28 2.33
7 R 302 | SF4 | S3-FE4 | -6.75 2.28 2.33
7 B 303 | SF4 S4-FE3 | -6.71 2.28 2.33
) I 904 | MGD | C23-C14 | 6.66 1.58 1.53
7 X 303 | SF4 S2-FE1 | -6.66 2.28 2.33
7 T 304 | SF4 S4-FE3 | -6.66 2.28 2.33
7 D 302 | SF4 | S2-FE4 | -6.62 2.28 2.33
7 H 304 | SF4 | S4-FE3 | -6.59 2.28 2.33
7 J 304 | SF4 | S4-FE3 | -6.58 2.28 2.33
7 \Y 302 | SF4 | S3-FE4 | -6.57 2.28 2.33
7 N 302 | SF4 S1-FE3 | -6.53 2.28 2.33
5 U 904 | MGD | C14-N15 | 6.42 1.54 1.45
7 H 302 | SF4 S4-FE3 | -6.38 2.29 2.33
7 D 304 | SF4 | S4-FE3 | -6.37 2.29 2.33
7 D 302 | SF4 | S1-FE3 | -6.35 2.29 2.33
7 P 304 | SF4 S4-FE3 | -6.35 2.29 2.33
7 R 304 | SF4 S2-FE4 | -6.35 2.29 2.33
) S 904 | MGD | C14-N15 | 6.33 1.54 1.45
) K 904 | MGD | C14-N15 | 6.32 1.54 1.45
7 L 302 | SF4 S2-FE4 | -6.30 2.29 2.33
7 F 302 | SF4 | S1-FE3 | -6.26 2.29 2.33
) I 903 | MGD | C14-N15 | 6.26 1.54 1.45
7 B 304 | SF4 S2-FE4 | -6.25 2.29 2.33
) Q 904 | MGD | C14-N15 | 6.25 1.54 1.45
7 F 302 | SF4 S4-FE3 | -6.23 2.29 2.33
7 X 303 | SF4 S1-FE2 6.22 2.37 2.33
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 X 303 | SF4 S4-FE3 | -6.17 2.29 2.33
) A 904 | MGD | C14-N15 | 6.09 1.54 1.45
7 \Y 304 | SF4 | S4-FE3 | -6.09 2.29 2.33
7 R 302 | SF4 | S1-FE3 | -6.08 2.29 2.33
) E 903 | MGD | C17-N18 | 6.08 1.45 1.36
7 R 303 | SF4 | S4-FE3 | -6.07 2.29 2.33
5 A 904 | MGD | C17-N18 | 6.04 1.45 1.36
5 M 904 | MGD | C17-N18 | 6.03 1.45 1.36
7 F 304 | SF4 S4-FE3 | -6.01 2.29 2.33
7 J 303 | SF4 | S4-FE3 | -5.99 2.29 2.33
5 W 904 | MGD | O11-C11 | 5.97 1.52 1.43
7 B 304 | SF4 S4-FE3 | -5.94 2.29 2.33
5 M 904 | MGD | C14-N15 | 5.93 1.53 1.45
) O 904 | MGD | C14-N15 | 5.93 1.53 1.45
5 E 904 | MGD | C17-N18 | 5.93 1.45 1.36
b} M 903 | MGD | C17-N18 | 5.91 1.45 1.36
5 E 904 | MGD | C14-N15 | 5.90 1.53 1.45
) I 904 | MGD | C17-N18 | 5.89 1.45 1.36
7 T 302 | SF4 S4-FE3 | -5.87 2.29 2.33
) G 904 | MGD | C17-N18 | 5.86 1.45 1.36
7 L 304 | SF4 S4-FE3 | -5.84 2.29 2.33
5 O 904 | MGD | C23-C14 | 5.84 1.58 1.53
) G 904 | MGD | C14-N15 | 5.82 1.53 1.45
7 P 303 | SF4 | S4-FE3 | -5.80 2.29 2.33
) W 903 | MGD | C14-N15 | 5.78 1.53 1.45
7 D 303 | SF4 S4-FE3 | -5.74 2.29 2.33
) I 903 | MGD | C23-C14 | 5.72 1.58 1.53
5 C 904 | MGD | C14-N15 | 5.72 1.53 1.45
7 F 303 | SF4 | S4-FE3 | -5.70 2.29 2.33
7 L 304 | SF4 | S1-FE3 | -5.69 2.29 2.33
b} Q 904 | MGD | C17-N18 | 5.68 1.44 1.36
7 N 302 | SF4 S4-FE3 | -5.68 2.29 2.33
) Q 903 | MGD | C17-N18 | 5.68 1.44 1.36
7 \Y 303 | SF4 | S4-FE3 | -5.65 2.29 2.33
) O 903 | MGD | O11-C11 | 5.64 1.52 1.43
) C 903 | MGD | C17-N18 | 5.64 1.44 1.36
b} U 903 | MGD | C17-N18 | 5.63 1.44 1.36
) C 904 | MGD | C17-N18 | 5.62 1.44 1.36
) G 903 | MGD | C17-N18 | 5.61 1.44 1.36
) A 903 | MGD | C17-N18 | 5.60 1.44 1.36
) C 903 | MGD | C14-N15 | 5.59 1.53 1.45
) K 903 | MGD | O4-CT’ 5.55 1.48 1.41
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 W 904 | MGD | C14-N15 | 5.53 1.53 1.45
) E 903 | MGD | C14-N15 | 5.52 1.53 1.45
3 W 904 | MGD | C23-C14 | 5.52 1.58 1.53
7 T 303 | SF4 | S4-FE3 | -5.50 2.29 2.33
7 L 302 | SF4 S1-FE3 | -5.50 2.29 2.33
) C 904 | MGD | C23-C14 | 5.48 1.58 1.53
) S 904 | MGD | C17-N18 | 5.47 1.44 1.36
7 D 303 | SF4 S1-FE2 5.46 2.36 2.33
7 L 302 | SF4 S4-FE3 | -5.46 2.29 2.33
b} W 903 | MGD | C17-N18 | 5.44 1.44 1.36
5 O 903 | MGD | C17-N18 | 5.44 1.44 1.36
) U 904 | MGD | C17-N18 | 5.44 1.44 1.36
) Q 903 | MGD | C14-N15 | 5.43 1.53 1.45
) G 903 | MGD | C14-N15 | 541 1.53 1.45
) K 904 | MGD | C17-N18 | 5.40 1.44 1.36
7 N 302 | SF4 | S2-FE4 | -5.39 2.29 2.33
5 S 903 | MGD | C17-N18 | 5.35 1.44 1.36
) O 903 | MGD | C14-N15 | 5.32 1.53 1.45
) I 903 | MGD | C17-N18 | 5.32 1.44 1.36
) C 903 | MGD | O11-C11 | 5.29 1.51 1.43
7 X 302 | SF4 S4-FE3 | -5.27 2.29 2.33
7 L 303 | SF4 S1-FE2 0.26 2.36 2.33
5 W 903 | MGD | O11-C11 | 5.26 1.51 1.43
3 K 903 | MGD | C17-N18 | 5.25 1.44 1.36
) G 903 | MGD | O11-C11 | 5.24 1.51 1.43
) C 904 | MGD | O11-C11 | 5.24 1.51 1.43
7 H 303 | SF4 S4-FE3 | -5.23 2.29 2.33
5 U 903 | MGD | O11-C11 | 5.23 1.51 1.43
) S 903 | MGD | O11-C11 | 5.20 1.51 1.43
7 X 302 | SF4 | S1-FE2 5.19 2.36 2.33
b} O 904 | MGD | C17-N18 | 5.18 1.44 1.36
) E 903 | MGD | O11-C11 | 5.18 1.51 1.43
) O 904 | MGD | O11-C11 | 5.16 1.51 1.43
) K 903 | MGD | C14-N15 | 5.15 1.52 1.45
7 N 303 | SF4 S4-FE3 | -5.13 2.29 2.33
) U 903 | MGD | C14-N15 | 5.12 1.52 1.45
b} K 904 | MGD | C23-C14 | 5.12 1.57 1.53
) A 904 | MGD | C23-C14 | 5.07 1.57 1.53
7 H 303 | SF4 | S1-FE2 2.07 2.36 2.33
7 T 304 | SF4 S1-FE3 | -5.06 2.29 2.33
7 H 304 | SF4 S1-FE3 | -5.06 2.29 2.33
7 R 302 | SF4 S2-FE4 | -5.04 2.29 2.33

Continued on next page...



Page 140

Full wwPDB X-ray Structure Validation Report

4V4C

Continued from previous page...

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 A 903 | MGD | C14-N15 | 5.03 1.52 1.45
) A 903 | MGD | O4-C1’ | 5.01 1.47 1.41
7 L 302 | SF4 | S4-FE2 5.01 2.36 2.33
5 Q 903 | MGD | O11-C11 | 5.00 1.51 1.43
) I 903 | MGD | O11-C11 | 4.98 1.51 1.43
) C 903 | MGD | C23-C14 | 4.98 1.57 1.53
) M 903 | MGD | (C6-N1 4.97 1.43 1.36
) S 904 | MGD | (C6-N1 4.95 1.43 1.36
) S 904 | MGD | C23-C14 | 4.93 1.57 1.53
b} G 904 | MGD | C23-C14 | 4.93 1.57 1.53
5 O 904 | MGD | C6-N1 4.92 1.43 1.36
7 H 302 | SF4 S1-FE3 | -4.89 2.30 2.33
) U 904 | MGD | C6-N1 4.86 1.43 1.36
5 I 904 | MGD | C14-N15 | 4.85 1.52 1.45
) O 903 | MGD | (C6-N1 4.78 1.43 1.36
) W 904 | MGD | C17-N18 | 4.75 1.43 1.36
5 Q 904 | MGD | O11-C11 | 4.74 1.50 1.43
) C 903 | MGD | 04’-C1” | 4.72 1.47 1.41
5 K 904 | MGD | C6-N1 4.68 1.43 1.36
5 A 904 | MGD | O11-C11 | 4.66 1.50 1.43
7 F 304 | SF4 S1-FE3 | -4.64 2.30 2.33
5 I 903 | MGD | C16-N15 | 4.64 1.49 1.38
) Q 903 | MGD | C16-N15 | 4.62 1.48 1.38
7 P 303 | SF4 | S1-FE2 | 4.61 2.36 2.33
) Q 904 | MGD | C23-C14 | 4.60 1.57 1.53
) M 903 | MGD | C14-N15 | 4.59 1.52 1.45
5 M 904 | MGD | C16-N15 | 4.59 1.48 1.38
5 B 904 | MGD | O11-C11 | 4.57 1.50 1.43
) S 904 | MGD | O11-C11 | 4.57 1.50 1.43
) K 904 | MGD | C16-N15 | 4.57 1.48 1.38
b} U 904 | MGD | O11-C11 | 4.56 1.50 1.43
) Q 904 | MGD | C16-N15 | 4.56 1.48 1.38
7 D 304 | SF4 S1-FE3 | -4.56 2.30 2.33
) S 903 | MGD | C14-N15 | 4.53 1.51 1.45
) G 903 | MGD | (C6-N1 4.53 1.43 1.36
7 H 303 | SF4 S3-FE2 | -4.51 2.30 2.33
7 B 304 | SF4 | S1-FE3 | -4.51 2.30 2.33
) C 904 | MGD | C6-N1 4.51 1.43 1.36
) M 904 | MGD | O11-C11 | 4.50 1.50 1.43
) A 903 | MGD | O11-C11 | 4.48 1.50 1.43
) Q 903 | MGD | (C6-N1 4.48 1.43 1.36
) C 903 | MGD | (C6-N1 4.48 1.43 1.36
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 M 903 | MGD | O11-C11 | 4.48 1.50 1.43
) Q 904 | MGD | C6-N1 4.46 1.43 1.36
) G 903 | MGD | C16-N15 | 4.44 1.48 1.38
b} A 903 | MGD | C16-N15 | 4.43 1.48 1.38
) E 903 | MGD | C16-N15 | 4.43 1.48 1.38
) G 904 | MGD | O11-C11 | 4.43 1.50 1.43
7 \Y 304 | SF4 S1-FE3 | -4.43 2.30 2.33
) W 904 | MGD | C6-N1 4.42 1.43 1.36
5 E 904 | MGD | C6-N1 4.41 1.43 1.36
b} E 903 | MGD | C2-N2 4.41 1.38 1.32
5 I 904 | MGD | O11-C11 | 4.40 1.50 1.43
) G 904 | MGD | C6-N1 4.40 1.43 1.36
) C 903 | MGD | C16-N15 | 4.39 1.48 1.38
7 \Y 303 | SF4 S1-FE2 4.38 2.36 2.33
) O 904 | MGD | C16-N15 | 4.37 1.48 1.38
) S 903 | MGD | C16-N15 | 4.35 1.48 1.38
5 E 904 | MGD | C16-N15 | 4.35 1.48 1.38
) W 903 | MGD | C23-C14 | 4.33 1.57 1.53
) U 903 | MGD | (C6-N1 4.32 1.42 1.36
) A 903 | MGD | C6-N1 4.31 1.42 1.36
7 R 304 | SF4 | S1-FE3 | -4.30 2.30 2.33
5 Q 903 | MGD | C23-C14 | 4.30 1.57 1.53
) I 904 | MGD | C6-N1 4.28 1.42 1.36
3 I 904 | MGD | C16-N15 | 4.27 1.48 1.38
) K 904 | MGD | O11-C11 | 4.27 1.50 1.43
7 B 302 | SF4 S1-FE2 4.26 2.36 2.33
7 X 304 | SF4 S1-FE3 | -4.26 2.30 2.33
5 G 903 | MGD | O4-C1" | 4.25 1.46 1.41
) K 903 | MGD | (C6-N1 4.24 1.42 1.36
) M 904 | MGD | C6-N1 4.22 1.42 1.36
5 S 903 | MGD | C6-N1 4.22 1.42 1.36
7 X 303 | SF4 S3-FE2 | -4.21 2.30 2.33
) U 903 | MGD | C16-N15 | 4.20 1.47 1.38
) I 903 | MGD | C6-N1 4.19 1.42 1.36
) K 903 | MGD | C16-N15 | 4.18 1.47 1.38
) S 903 | MGD | O4-C1" | 4.18 1.46 1.41
3 W 901 | ACT | CH3-C 4.17 1.54 1.48
) E 903 | MGD | C6-N1 4.16 1.42 1.36
) M 903 | MGD | 04’-C1” | 4.15 1.46 1.41
5 M 904 | MGD | C23-C14 | 4.12 1.56 1.53
) W 904 | MGD | O11-C23 | 4.11 1.49 1.43
7 F 303 | SF4 S1-FE2 4.11 2.36 2.33
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 L 303 | SF4 S4-FE3 | -4.10 2.30 2.33
5 I 904 | MGD | C2-N2 4.10 1.38 1.32
) M 903 | MGD | C16-N15 | 4.09 1.47 1.38
b} W 903 | MGD | C16-N15 | 4.09 1.47 1.38
) C 904 | MGD | C16-N15 | 4.09 1.47 1.38
) S 904 | MGD | C16-N15 | 4.08 1.47 1.38
) O 903 | MGD | C16-N15 | 4.07 1.47 1.38
) O 903 | MGD | O4-C1’ | 4.07 1.46 1.41
) G 904 | MGD | C16-N15 | 4.04 1.47 1.38
b} W 903 | MGD | C6-N1 4.02 1.42 1.36
5 A 904 | MGD | C16-N15 | 4.00 1.47 1.38
) Q 903 | MGD | O4-C1" | 4.00 1.46 1.41
) G 903 | MGD | (C2-N2 3.99 1.38 1.32
7 L 303 | SF4 | S3-FE2 | -3.98 2.30 2.33
) A 904 | MGD | O11-C23 | 3.98 1.49 1.43
b} W 903 | MGD | (C2-N2 3.97 1.38 1.32
3 K 901 | ACT | CH3-C 3.96 1.54 1.48
) Q 903 | MGD | (C2-N2 3.96 1.38 1.32
7 N 304 | SF4 | S1-FE3 | -3.96 2.30 2.33
5 A 904 | MGD | C2-N2 3.95 1.38 1.32
) A 903 | MGD | C8-N9 3.94 1.42 1.36
7 P 304 | SF4 S1-FE3 | -3.94 2.30 2.33
) S 903 | MGD | (C2-N2 3.94 1.38 1.32
3 A 903 | MGD | C19-N19 | 3.94 1.38 1.32
) C 903 | MGD | (C2-N2 3.93 1.38 1.32
) W 904 | MGD | C16-N15 | 3.93 1.47 1.38
3 S 901 | ACT | CH3-C 3.92 1.54 1.48
5 C 903 | MGD | C8-N9 3.91 1.42 1.36
) K 903 | MGD | O11-C11 | 3.89 1.49 1.43
) A 904 | MGD | C6-N1 3.89 1.42 1.36
7 B 302 | SF4 | S4-FE3 | -3.89 2.30 2.33
) W 903 | MGD | O4-C1" | 3.88 1.46 1.41
) M 903 | MGD | C2-N2 3.88 1.38 1.32
5 E 904 | MGD | C2-N2 3.87 1.38 1.32
7 F 303 | SF4 | S3-FE2 | -3.87 2.30 2.33
) U 904 | MGD | C16-N15 | 3.86 1.47 1.38
b} C 904 | MGD | C21-N20 | 3.85 1.42 1.34
) W 903 | MGD | C21-N22 | 3.83 1.42 1.35
) Q 903 | MGD | (C8-N9 3.83 1.42 1.36
) S 904 | MGD | O11-C23 | 3.83 1.49 1.43
7 X 304 | SF4 | S3-FE2 | -3.83 2.30 2.33
) U 903 | MGD | (C2-N2 3.83 1.38 1.32
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 U 903 | MGD | O4-C1" | 3.82 1.46 1.41
) I 903 | MGD | 04’-C1” | 3.80 1.46 1.41
) O 904 | MGD | O11-C23 | 3.80 1.49 1.43
5 K 903 | MGD | C2-N2 3.79 1.38 1.32
3 G 901 | ACT | CH3-C 3.78 1.54 1.48
3 U 901 | ACT | CH3-C 3.77 1.54 1.48
) O 903 | MGD | (C2-N1 3.75 1.42 1.36
7 T 303 | SF4 | S1-FE2 | 3.73 2.35 2.33
) K 904 | MGD | O11-C23 | 3.72 1.49 1.43
b} K 904 | MGD | C2-N1 3.71 1.42 1.36
5 M 903 | MGD | (C2-N1 3.71 1.42 1.36
) E 904 | MGD | C21-N20 | 3.71 1.41 1.34
) C 904 | MGD | (C2-N2 3.70 1.37 1.32
) G 904 | MGD | O11-C23 | 3.70 1.49 1.43
) S 904 | MGD | C21-N20 | 3.68 1.41 1.34
b} M 903 | MGD | C19-N19 | 3.68 1.37 1.32
7 J 304 | SF4 | S1-FE3 | -3.68 2.30 2.33
) S 904 | MGD | (C2-N2 3.67 1.37 1.32
) W 904 | MGD | (C2-N2 3.66 1.37 1.32
) W 904 | MGD | C5-N7 3.66 1.42 1.38
) G 904 | MGD | (C2-N1 3.65 1.42 1.36
5 O 903 | MGD | (C2-N2 3.64 1.37 1.32
3 O 901 | ACT | CH3-C 3.64 1.53 1.48
3 K 904 | MGD | C5-N7 3.63 1.42 1.38
) Q 904 | MGD | C2-N2 3.63 1.37 1.32
) S 904 | MGD | (C2-N1 3.62 1.42 1.36
) U 903 | MGD | C21-N20 | 3.62 1.41 1.34
5 K 903 | MGD | C8-N9 3.61 1.42 1.36
) K 904 | MGD | C8-N9 3.60 1.42 1.36
3 I 903 | MGD | C19-N19 | 3.60 1.37 1.32
b} O 904 | MGD | C14-C13 | 3.60 1.56 1.51
) W 903 | MGD | C21-N20 | 3.59 1.41 1.34
) I 903 | MGD | C21-N20 | 3.59 1.41 1.34
) O 903 | MGD | C23-C14 | 3.56 1.56 1.53
) M 904 | MGD | C14-C13 | 3.56 1.56 1.51
) S 903 | MGD | (C2-N1 3.56 1.42 1.36
b} M 904 | MGD | C21-N20 | 3.55 1.41 1.34
) E 903 | MGD | 04’-C1” | 3.55 1.45 1.41
7 D 303 | SF4 | S3-FE2 | -3.55 2.30 2.33
) I 904 | MGD | Ch-N7 3.5 1.42 1.38
) A 904 | MGD | C19-N19 | 3.54 1.37 1.32
) K 903 | MGD | C21-N20 | 3.54 1.41 1.34
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 E 904 | MGD | C19-N19 | 3.54 1.37 1.32
) G 903 | MGD | C23-C14 | 3.54 1.56 1.53
5 G 903 | MGD | C19-N19 | 3.54 1.37 1.32
5 U 904 | MGD | C2-N1 3.53 1.42 1.36
) C 904 | MGD | C21-N22 | 3.52 1.41 1.35
) A 903 | MGD | (C2-N2 3.50 1.37 1.32
) A 903 | MGD | C21-N20 | 3.49 1.41 1.34
) I 904 | MGD | C14-C13 | 3.49 1.56 1.51
) U 904 | MGD | O11-C23 | 3.49 1.48 1.43
b} U 904 | MGD | C2-N2 3.48 1.37 1.32
5 I 904 | MGD | (C8-N9 3.48 1.41 1.36
) W 904 | MGD | C2-N1 3.47 1.42 1.36
5 M 904 | MGD | PA-O3B | 3.46 1.66 1.59
5 B 904 | MGD | (C2-N1 3.46 1.42 1.36
) E 903 | MGD | C23-C14 | 3.45 1.56 1.53
5 W 903 | MGD | C8-N9 3.45 1.41 1.36
5 I 903 | MGD | C2-N2 3.44 1.37 1.32
) S 903 | MGD | C23-C14 | 3.44 1.56 1.53
) M 904 | MGD | C19-N19 | 3.43 1.37 1.32
7 T 302 | SF4 S4-FE2 3.43 2.35 2.33
) A 904 | MGD | C21-N20 | 3.43 1.41 1.34
5 G 903 | MGD | (C2-N1 3.42 1.42 1.36
) S 904 | MGD | C14-C13 | 3.40 1.56 1.51
3 Q 904 | MGD | C21-N20 | 3.39 1.41 1.34
) C 903 | MGD | (C2-N1 3.39 1.42 1.36
) U 903 | MGD | C8-N9 3.39 1.41 1.36
3 E 901 | ACT | CH3-C 3.38 1.53 1.48
3 M 901 | ACT | CH3-C 3.38 1.53 1.48
) U 903 | MGD | (C2-N1 3.38 1.41 1.36
) E 903 | MGD | C2-N1 3.37 1.41 1.36
7 T 302 | SF4 | S3-FE2 | -3.36 2.31 2.33
) A 904 | MGD | PA-O3B | 3.36 1.65 1.59
) U 904 | MGD | C21-N22 | 3.35 1.41 1.35
) K 903 | MGD | (C2-N1 3.34 1.41 1.36
) Q 904 | MGD | O11-C23 | 3.34 1.48 1.43
5 I 904 | MGD | (C2-N1 3.33 1.41 1.36
b} Q 904 | MGD | C14-C13 | 3.33 1.56 1.51
) E 904 | MGD | C21-N22 | 3.32 1.41 1.35
3 C 901 | ACT | CH3-C 3.32 1.53 1.48
) W 904 | MGD | C21-N22 | 3.31 1.41 1.35
) G 903 | MGD | C8-N9 3.31 1.41 1.36
) O 903 | MGD | C19-N19 | 3.30 1.37 1.32
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 G 903 | MGD | C21-N20 | 3.30 1.40 1.34
) O 904 | MGD | C2-N2 3.29 1.37 1.32
) C 903 | MGD | C21-N20 | 3.28 1.40 1.34
5 M 904 | MGD | C2-N2 3.28 1.37 1.32
) O 904 | MGD | C21-N22 | 3.28 1.41 1.35
) A 903 | MGD | (C2-N1 3.28 1.41 1.36
3 I 901 | ACT | CH3-C 3.26 1.53 1.48
) K 904 | MGD | C21-N20 | 3.26 1.40 1.34
) M 903 | MGD | C8-N9 3.26 1.41 1.36
b} C 904 | MGD | C5-N7 3.26 1.41 1.38
5 S 903 | MGD | (C8-N9 3.26 1.41 1.36
) I 904 | MGD | C21-N20 | 3.25 1.40 1.34
) G 904 | MGD | C2-N2 3.24 1.37 1.32
) Q 904 | MGD | C19-N19 | 3.23 1.37 1.32
7 X 303 | SF4 S2-FE3 | -3.23 2.31 2.33
) E 903 | MGD | C21-N20 | 3.23 1.40 1.34
5 S 904 | MGD | C21-N22 | 3.23 1.41 1.35
) M 903 | MGD | C21-N20 | 3.22 1.40 1.34
) I 903 | MGD | C2-N1 3.22 1.41 1.36
) U 903 | MGD | C4-N9 3.21 1.42 1.37
) Q 903 | MGD | (C2-N1 3.21 1.41 1.36
5 E 903 | MGD | C19-N19 | 3.21 1.37 1.32
) A 904 | MGD | C21-N22 | 3.21 1.41 1.35
3 G 904 | MGD | C21-N20 | 3.21 1.40 1.34
) A 904 | MGD | C8-N9 3.21 1.41 1.36
) S 903 | MGD | C21-N20 | 3.20 1.40 1.34
) Q 904 | MGD | C8-N9 3.20 1.41 1.36
5 S 904 | MGD | C19-N19 | 3.19 1.37 1.32
) W 903 | MGD | C5-N7 3.18 1.41 1.38
) K 903 | MGD | C19-N19 | 3.18 1.37 1.32
b} E 904 | MGD | C14-C13 | 3.18 1.56 1.51
) K 904 | MGD | C14-C13 | 3.18 1.56 1.51
) O 903 | MGD | C21-N20 | 3.17 1.40 1.34
7 L 302 | SF4 S1-FE2 3.17 2.35 2.33
) Q 903 | MGD | C19-N19 | 3.17 1.37 1.32
) O 903 | MGD | C21-N22 | 3.14 1.41 1.35
b} W 903 | MGD | C4-N9 3.14 1.42 1.37
) U 904 | MGD | C21-N20 | 3.13 1.40 1.34
) C 904 | MGD | C14-C13 | 3.12 1.55 1.51
) G 903 | MGD | C21-N22 | 3.12 1.40 1.35
) U 903 | MGD | C19-N19 | 3.12 1.37 1.32
) W 903 | MGD | C19-N19 | 3.11 1.37 1.32
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 O 904 | MGD | C21-N20 | 3.11 1.40 1.34
5 I 903 | MGD | C21-N22 | 3.11 1.40 1.35
) U 903 | MGD | C21-N22 | 3.10 1.40 1.35
5 M 904 | MGD | O11-C23 | 3.10 1.48 1.43
) Q 904 | MGD | C2-N1 3.10 1.41 1.36
) K 904 | MGD | C19-N19 | 3.10 1.37 1.32
) A 904 | MGD | Ch-N7 3.10 1.41 1.38
) K 903 | MGD | C5-N7 3.09 1.41 1.38
) O 904 | MGD | (C2-N1 3.09 1.41 1.36
7 N 302 | SF4 | S4-FE2 | 3.09 2.35 2.33
5 ) 903 | MGD | (C8-N9 3.08 1.41 1.36
) M 903 | MGD | C23-C14 | 3.07 1.56 1.53
) U 903 | MGD | C23-C14 | 3.07 1.56 1.53
) I 903 | MGD | C8-N9 3.06 1.41 1.36
3 Q 901 | ACT | CH3-C 3.05 1.53 1.48
) G 904 | MGD | C19-N19 | 3.05 1.36 1.32
5 C 903 | MGD | C19-N19 | 3.05 1.36 1.32
) E 903 | MGD | (C8-N9 3.05 1.41 1.36
) Q 903 | MGD | C21-N20 | 3.04 1.40 1.34
7 H 302 | SF4 S2-FE3 | -3.04 2.31 2.33
5 B 903 | MGD | C21-N22 | 3.04 1.40 1.35
5 C 904 | MGD | C19-N20 | 3.03 1.37 1.33
5 W 904 | MGD | C8-N9 3.01 1.41 1.36
3 I 904 | MGD | C19-N19 | 3.00 1.36 1.32
) I 903 | MGD | C11-C12 | 3.00 1.56 1.51
7 \Y 302 | SF4 S2-FE3 | -3.00 2.31 2.33
3 A 901 | ACT | CH3-C 2.99 1.53 1.48
5 C 903 | MGD | C21-N22 | 2.99 1.40 1.35
) W 904 | MGD | C19-N19 | 2.98 1.36 1.32
) S 903 | MGD | C19-N19 | 2.98 1.36 1.32
b} G 904 | MGD | C21-N22 | 2.97 1.40 1.35
) M 904 | MGD | C2-N1 2.97 1.41 1.36
5 M 903 | MGD | C21-N22 | 2.96 1.40 1.35
) M 903 | MGD | PA-O3B | 2.96 1.65 1.59
) A 904 | MGD | C14-C13 | 2.96 1.55 1.51
) C 904 | MGD | (C2-N1 2.96 1.41 1.36
b} I 904 | MGD | C21-N22 | 2.95 1.40 1.35
) Q 903 | MGD | C21-N22 | 2.94 1.40 1.35
) G 904 | MGD | Ch-N7 2.92 1.41 1.38
) C 904 | MGD | C19-N19 | 291 1.36 1.32
) O 904 | MGD | C19-N19 | 291 1.36 1.32
7 R 302 | SF4 S4-FE3 | -2.90 2.31 2.33

Continued on next page...



Page 147

Full wwPDB X-ray Structure Validation Report

4V4C

Continued from previous page...

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 W 904 | MGD | C21-N20 | 2.89 1.40 1.34
5 Q 904 | MGD | C21-N22 | 2.89 1.40 1.35
) M 904 | MGD | C5-N7 2.89 1.41 1.38
5 U 904 | MGD | C14-C13 | 2.88 1.55 1.51
) U 903 | MGD | PA-O3B | 2.86 1.65 1.59
) S 904 | MGD | C5-N7 2.86 1.41 1.38
5 A 904 | MGD | (C2-N1 2.84 1.41 1.36
) G 903 | MGD | C4-N9 2.83 1.41 1.37
5 M 904 | MGD | C21-N22 | 2.83 1.40 1.35
b} C 904 | MGD | C8-N9 2.83 1.41 1.36
5 E 904 | MGD | C5-N7 2.82 1.41 1.38
5 A 904 | MGD | C2-N3 2.81 1.37 1.33
) C 904 | MGD | O11-C23 | 2.80 1.47 1.43
) W 903 | MGD | C11-C12 | 2.80 1.56 1.51
) Q 903 | MGD | C5-N7 2.80 1.41 1.38
b} O 904 | MGD | C8-N9 2.80 1.40 1.36
7 F 302 | SF4 | S1-FE2 2.79 2.35 2.33
7 H 302 | SF4 S1-FE2 2.79 2.35 2.33
5 K 904 | MGD | C21-N22 | 2.78 1.40 1.35
) E 903 | MGD | PA-O3B | 2.78 1.64 1.59
) W 903 | MGD | (C2-N1 2.78 1.41 1.36
5 U 904 | MGD | C5-N7 2.78 1.41 1.38
) I 903 | MGD | C19-N18 | 2.76 1.41 1.36
3 K 904 | MGD | C2-N2 2.76 1.36 1.32
) M 903 | MGD | C23-N22 | 2.75 1.50 1.44
) G 904 | MGD | C14-C13 | 2.75 1.55 1.51
) G 903 | MGD | C23-N22 | 2.75 1.50 1.44
7 P 304 | SF4 S3-FE2 | -2.73 2.31 2.33
) E 904 | MGD | O11-C23 | 2.73 1.47 1.43
) E 904 | MGD | C8-N9 2.73 1.40 1.36
b} C 904 | MGD | C23-N22 | 2.72 1.50 1.44
) U 904 | MGD | C19-N19 | 2.71 1.36 1.32
) W 903 | MGD | PA-O3B | 2.71 1.64 1.59
) S 904 | MGD | C8-N9 2.70 1.40 1.36
) G 904 | MGD | C8-N9 2.70 1.40 1.36
7 J 303 | SF4 | S2-FE3 | 2.70 2.35 2.33
b} Q 904 | MGD | C5-N7 2.70 1.41 1.38
) 0O 903 | MGD | C4-N9 2.69 1.41 1.37
) U 903 | MGD | C5-N7 2.69 1.41 1.38
) I 903 | MGD | C23-N22 | 2.69 1.50 1.44
) W 903 | MGD | O11-C23 | 2.68 1.47 1.43
) S 903 | MGD | C4-N9 2.68 1.41 1.37
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 M 904 | MGD | C8-N9 2.66 1.40 1.36
) C 903 | MGD | C11-C12 | 2.66 1.55 1.51
) A 903 | MGD | C21-N22 | 2.65 1.40 1.35
b} Q 903 | MGD | C19-N18 | 2.65 1.40 1.36
) K 903 | MGD | C13-513 | -2.63 1.67 1.75
7 X 304 | SF4 S1-FE2 2.62 2.35 2.33
) C 904 | MGD | PA-O3B | 2.62 1.64 1.59
) U 904 | MGD | C8-N9 2.60 1.40 1.36
5 K 904 | MGD | PA-O3B | 2.60 1.64 1.59
b} E 903 | MGD | C4-N9 2.60 1.41 1.37
5 E 903 | MGD | C23-N22 | 2.58 1.50 1.44
) S 903 | MGD | C21-N22 | 2.57 1.39 1.35
) W 904 | MGD | C14-C13 | 2.56 1.55 1.51
7 T 304 | SF4 S4-FE2 2.56 2.35 2.33
) W 903 | MGD | C19-N20 | 2.55 1.36 1.33
7 F 302 | SF4 | S2-FE3 | -2.55 2.31 2.33
5 W 903 | MGD | C23-N22 | 2.49 1.49 1.44
) E 904 | MGD | PA-O3B | 2.49 1.64 1.59
) U 903 | MGD | C19-N20 | 2.49 1.36 1.33
) S 903 | MGD | C23-N22 | 2.49 1.49 1.44
7 \Y 304 | SF4 | S4-FE2 2.49 2.34 2.33
7 T 303 | SF4 S3-FE2 | -2.48 2.31 2.33
) C 903 | MGD | O11-C23 | 2.47 1.47 1.43
3 S 904 | MGD | C23-N22 | 2.47 1.49 1.44
) E 903 | MGD | C13-S13 | -2.47 1.67 1.75
) O 903 | MGD | C5-N7 2.43 1.40 1.38
) Q 903 | MGD | C23-N22 | 2.42 1.49 1.44
5 G 904 | MGD | C19-N18 | 2.42 1.40 1.36
) M 903 | MGD | C19-N18 | 241 1.40 1.36
) U 903 | MGD | C23-N22 | 2.41 1.49 1.44
7 J 304 | SF4 | S2-FE3 | 241 2.34 2.33
) I 903 | MGD | C4-N9 2.41 1.41 1.37
) U 903 | MGD | C2-N3 2.40 1.36 1.33
) G 903 | MGD | O11-C23 | 2.40 1.47 1.43
) O 903 | MGD | C13-513 | -2.39 1.67 1.75
) A 903 | MGD | C13-513 | -2.39 1.68 1.75
7 B 302 | SF4 | S2-FE3 | -2.37 2.31 2.33
) 0O 904 | MGD | C5-N7 2.37 1.40 1.38
) S 904 | MGD | PA-O3B | 2.37 1.64 1.59
) E 903 | MGD | C19-N18 | 2.37 1.40 1.36
) Q 903 | MGD | C4-N9 2.37 1.41 1.37
) U 903 | MGD | C13-513 | -2.36 1.68 1.75
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
5 C 904 | MGD | C2-N3 2.35 1.36 1.33
) A 903 | MGD | C19-N18 | 2.35 1.40 1.36
) Q 903 | MGD | C11-C12 | 2.35 1.55 1.51
5 S 903 | MGD | C5-N7 2.34 1.40 1.38
7 L 302 | SF4 S2-FE3 | -2.32 2.31 2.33
7 R 304 | SF4 S3-FE2 | -2.32 2.31 2.33
) O 903 | MGD | C19-N20 | 2.32 1.36 1.33
) C 903 | MGD | C19-N18 | 2.32 1.40 1.36
) M 903 | MGD | C13-513 | -2.31 1.68 1.75
7 H 302 | SF4 | S4-FE2 2.31 2.34 2.33
5 M 903 | MGD | C4-N9 2.30 1.41 1.37
) G 903 | MGD | C19-N18 | 2.30 1.40 1.36
) O 903 | MGD | C23-N22 | 2.30 1.49 1.44
) G 903 | MGD | C11-C12 | 2.30 1.55 1.51
) U 903 | MGD | C11-C12 | 2.29 1.55 1.51
) M 904 | MGD | C19-N18 | 2.29 1.40 1.36
5 I 903 | MGD | PA-O3B | 2.29 1.63 1.59
7 R 302 | SF4 S2-FE3 | -2.27 2.31 2.33
) K 903 | MGD | C4-N9 2.27 1.41 1.37
) U 903 | MGD | C12-S12 | 2.27 1.82 1.75
5 I 904 | MGD | C19-N18 | 2.26 1.40 1.36
5 A 904 | MGD | C4-N9 2.26 1.41 1.37
) Q 904 | MGD | C19-N20 | 2.26 1.36 1.33
5 C 903 | MGD | C23-N22 | 2.26 1.49 1.44
) K 903 | MGD | C21-N22 | 2.25 1.39 1.35
) I 904 | MGD | O11-C23 | 2.25 1.47 1.43
) C 903 | MGD | C4-N9 2.25 1.41 1.37
5 U 903 | MGD | C14-C13 | 2.25 1.54 1.51
7 B 302 | SF4 S3-FE2 | -2.25 2.31 2.33
7 N 303 | SF4 | S3-FE2 | -2.25 2.31 2.33
b} Q 904 | MGD | C19-N18 | 2.24 1.40 1.36
) O 904 | MGD | C2-C1’ 2.23 1.56 1.53
) E 903 | MGD | Ch-N7 2.23 1.40 1.38
) E 903 | MGD | C14-C13 | 2.22 1.54 1.51
) S 903 | MGD | C11-C12 | 2.22 1.55 1.51
) O 903 | MGD | O11-C23 | 2.22 1.47 1.43
b} A 903 | MGD | C23-N22 | 2.22 1.49 1.44
) I 903 | MGD | C14-C13 | 2.21 1.54 1.51
) E 903 | MGD | C11-C12 | 2.21 1.55 1.51
) G 903 | MGD | PA-O3B | 2.20 1.63 1.59
7 P 302 | SF4 S4-FE2 2.20 2.34 2.33
) O 904 | MGD | C2-N3 2.20 1.36 1.33
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 R 303 | SF4 S3-FE2 | -2.20 2.31 2.33
7 B 304 | SF4 S2-FE3 2.19 2.34 2.33
3 S 903 | MGD | C2-N3 2.19 1.36 1.33
b} I 904 | MGD | C23-N22 | 2.19 1.49 1.44
) W 904 | MGD | C23-N22 | 2.19 1.49 1.44
) S 904 | MGD | C19-N20 | 2.19 1.36 1.33
) W 904 | MGD | C2-CY1’ 2.19 1.56 1.53
) O 904 | MGD | C23-N22 | 2.19 1.49 1.44
) Q 904 | MGD | C2-N3 2.18 1.36 1.33
b} C 903 | MGD | C14-C13 | 2.18 1.54 1.51
7 N 304 | SF4 | S4-FE2 2.18 2.34 2.33
) U 904 | MGD | C23-N22 | 2.18 1.49 1.44
) A 903 | MGD | Ch-N7 2.17 1.40 1.38
) Q 903 | MGD | C2-N3 2.17 1.36 1.33
) Q 904 | MGD | C23-N22 | 2.17 1.49 1.44
7 L 304 | SF4 | S4-FE2 2.16 2.34 2.33
5 M 904 | MGD | C4-N3 2.15 1.39 1.35
) E 904 | MGD | C19-N18 | 2.15 1.40 1.36
) O 903 | MGD | (C2-N3 2.15 1.36 1.33
) O 903 | MGD | C14-C13 | 2.14 1.54 1.51
7 N 304 | SF4 S3-FE2 | -2.13 2.31 2.33
7 T 303 | SF4 S4-FE2 | -2.13 2.31 2.33
) U 903 | MGD | C19-N18 | 2.12 1.40 1.36
3 M 904 | MGD | C23-N22 | 2.12 1.49 1.44
) E 904 | MGD | C23-N22 | 2.11 1.49 1.44
7 P 303 | SF4 S3-FE2 | -2.11 2.31 2.33
) K 904 | MGD | 04’-CY1’ 2.11 1.43 1.41
7 R 302 | SF4 S1-FE2 2.07 2.34 2.33
) A 904 | MGD | C19-N20 | 2.07 1.36 1.33
) G 904 | MGD | C23-N22 | 2.07 1.49 1.44
5 ) 903 | MGD | C17-C16 | 2.06 1.43 1.41
7 F 302 | SF4 S3-FE2 | -2.05 2.31 2.33
) W 903 | MGD | C19-N18 | 2.05 1.39 1.36
) S 903 | MGD | C19-N18 | 2.04 1.39 1.36
) A 903 | MGD | C23-C14 | 2.04 1.55 1.53
) K 903 | MGD | C2-N3 2.04 1.36 1.33
b} M 904 | MGD | C19-N20 | 2.03 1.36 1.33
) G 903 | MGD | C14-C13 | 2.02 1.54 1.51
) K 904 | MGD | C19-N20 | 2.02 1.36 1.33
) O 903 | MGD | C19-N18 | 2.02 1.39 1.36
5 A 904 | MGD | C19-N18 | 2.02 1.39 1.36
) K 903 | MGD | C23-N22 | 2.01 1.48 1.44
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
7 L 303 | SF4 S2-FE3 | -2.01 2.31 2.33
5 A 903 | MGD | C19-N20 | 2.00 1.36 1.33

All (420) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
5 A 904 | MGD C6-C5-NT7 -25.15 130.75 134.14
5 O 904 | MGD C6-Cb-NT7 -23.56 130.97 134.14
) G 903 | MGD C6-Ch5-NT7 -23.41 130.99 134.14
) C 904 | MGD C6-Cb-NT7 -23.21 131.01 134.14
5 U 904 | MGD C6-CH-N7 -23.03 131.04 134.14
) M 903 | MGD C6-C5-NT7 -22.72 131.08 134.14
5 M 904 | MGD C6-C5-NT7 -21.06 131.30 134.14
5 E 904 | MGD C6-C5-NT7 -20.88 131.33 134.14
5 Q 904 | MGD C6-C5-NT7 -20.81 131.34 134.14
5 S 904 | MGD C6-Cb-NT7 -20.65 131.36 134.14
) W 904 | MGD C6-Cb-NT7 -20.47 131.38 134.14
b} C 903 | MGD C6-CH-N7 -20.19 131.42 134.14
) O 903 | MGD C6-C5-NT7 -19.82 131.47 134.14
5 S 903 | MGD C6-C5-NT7 -19.01 131.58 134.14
5 I 903 | MGD C6-Ch-NT7 -18.76 131.61 134.14
5 E 903 | MGD C6-C5-NT7 -18.43 131.66 134.14
5 G 904 | MGD C6-C5-NT7 -18.04 131.71 134.14
) K 904 | MGD C6-CH-N7 -17.73 131.75 134.14
5 K 903 | MGD C6-Ch-N7 -17.21 131.82 134.14
) I 904 | MGD C6-C5-NT7 -16.42 131.93 134.14
5 Q 903 | MGD C6-C5-NT7 -16.22 131.96 134.14
) U 903 | MGD C6-Ch-NT7 -15.97 131.99 134.14
) W 903 | MGD C6-C5-NT7 -15.20 132.09 134.14
) A 903 | MGD C6-Cb-NT7 -14.76 132.15 134.14
5 C 903 | MGD | O3B-PA-O3A | 7.54 122.89 102.91
b} K 903 | MGD | O3B-PA-O3A | 7.40 122.52 102.91
5 A 903 | MGD | O3B-PA-O3A | 7.21 122.01 102.91
5 I 904 | MGD | 011-C23-C14 | -6.71 103.72 108.99
5 E 903 | MGD | O3B-PA-O3A | 6.69 120.63 102.91
5 O 903 | MGD | O3B-PA-O3A | 6.62 120.46 102.91
5 I 903 | MGD | O3B-PA-O3A | 6.58 120.36 102.91
b} Q 903 | MGD | O3B-PA-O3A | 6.53 120.21 102.91
) M 903 | MGD | O3B-PA-O3A | 6.41 119.89 102.91
5 U 903 | MGD | O3B-PA-O3A | 6.31 119.63 102.91
5 W 903 | MGD | O3B-PA-O3A | 6.30 119.61 102.91
5 S 904 | MGD | C17-N18-C19 | 6.07 123.63 120.20
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 K 904 | MGD | C17-N18-C19 | 5.91 123.54 120.20
5 K 903 | MGD | C17-N18-C19 | 5.90 123.53 120.20
5 A 903 | MGD | C17-N18-C19 | 5.80 123.48 120.20
) G 903 | MGD | O3B-PA-O3A | 5.78 118.22 102.91
b} Q 903 | MGD | O2A-PA-O3B | -5.75 77.85 105.14
) E 904 | MGD C6-N1-C2 5.72 123.43 120.20
5 O 903 | MGD | O2A-PA-O3B | -5.68 78.16 105.14
5 B 904 | MGD | C17-N18-C19 | 5.68 123.41 120.20
5 M 904 | MGD | C17-N18-C19 | 5.66 123.39 120.20
5 U 904 | MGD | C17-N18-C19 | 5.64 123.39 120.20
) S 903 | MGD | C17-N18-C19 | 5.63 123.38 120.20
) O 904 | MGD | C17-N18-C19 | 5.60 123.36 120.20
) G 904 | MGD C6-N1-C2 5.59 123.36 120.20
5 S 903 | MGD | O2A-PA-O3B | -5.57 78.71 105.14
5 S 903 | MGD | O3B-PA-O3A | 5.57 117.67 102.91
5 Q 904 | MGD | C17-N18-C19 | 5.55 123.33 120.20
5 M 903 | MGD | O2A-PA-O3B | -5.55 78.82 105.14
) G 903 | MGD | O2A-PA-O3B | -5.48 79.12 105.14
5 C 904 | MGD | C17-N18-C19 | 5.48 123.29 120.20
) I 904 | MGD | C17-N18-C19 | 5.47 123.29 120.20
5 U 903 | MGD | C17-N18-C19 | 5.43 123.27 120.20
5 A 904 | MGD C6-N1-C2 5.42 123.26 120.20
5 M 903 | MGD | C17-N18-C19 | 5.41 123.25 120.20
5 W 904 | MGD | C17-N18-C19 | 5.40 123.25 120.20
5 A 904 | MGD | C17-N18-C19 | 5.38 123.24 120.20
) K 903 | MGD | O2A-PA-O3B | -5.38 79.60 105.14
5 G 903 | MGD | C17-N18-C19 | 5.33 123.21 120.20
5 I 903 | MGD | O2A-PA-O3B | -5.32 79.89 105.14
5 U 903 | MGD | O2A-PA-O3B | -5.30 79.99 105.14
5 E 903 | MGD | O2A-PA-O3B | -5.30 79.99 105.14
5 C 903 | MGD | C17-N18-C19 | 5.29 123.19 120.20
5 E 903 | MGD | O2A-PA-O3A | -5.28 81.91 108.51
) W 903 | MGD | O2A-PA-O3A | -5.27 81.94 108.51
5 M 903 | MGD | O2A-PA-O3A | -5.26 82.01 108.51
5 O 903 | MGD | O2A-PA-O3A | -5.18 82.40 108.51
5 C 903 | MGD | O2A-PA-O3B | -5.18 80.57 105.14
5 I 903 | MGD | O2A-PA-O3A | -5.16 82.49 108.51
) M 904 | MGD C6-N1-C2 5.15 123.11 120.20
5 U 903 | MGD | O2A-PA-O3A | -5.14 82.59 108.51
) W 903 | MGD | C17-N18-C19 | 5.14 123.10 120.20
5 Q 903 | MGD | C17-N18-C19 | 5.11 123.09 120.20
5 W 904 | MGD C6-N1-C2 5.10 123.08 120.20
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 W 903 | MGD | O2A-PA-O3B | -5.08 81.04 105.14
5 C 903 | MGD | O2A-PA-O3A | -5.07 82.95 108.51
5 A 903 | MGD | O2A-PA-O3B | -5.06 81.14 105.14
) G 904 | MGD | C17-N18-C19 | 5.05 123.05 120.20
) I 904 | MGD | 04-C4’-C5" | -5.03 91.52 109.37
) E 903 | MGD | C17-N18-C19 | 4.98 123.01 120.20
5 I 903 | MGD | C17-N18-C19 | 4.98 123.01 120.20
5 S 904 | MGD C6-N1-C2 4.97 123.01 120.20
5 I 904 | MGD | PA-O3B-PB | -4.96 118.20 131.93
5 Q 903 | MGD | O2A-PA-O3A | -4.96 83.52 108.51
) O 903 | MGD | C17-N18-C19 | 4.94 122.99 120.20
) Q 904 | MGD C6-N1-C2 4.83 122.93 120.20
) K 903 | MGD | O2A-PA-O3A | -4.81 84.25 108.51
5 O 904 | MGD C6-N1-C2 4.76 122.89 120.20
5 A 903 | MGD | O2A-PA-O3A | -4.75 84.56 108.51
5 G 903 | MGD | O2A-PA-O3A | -4.70 84.79 108.51
5 I 904 | MGD C6-N1-C2 4.69 122.85 120.20
) I 904 | MGD | C13-C14-N15 | -4.66 102.90 111.70
b} M 903 | MGD | C17-C16-C21 | 4.63 118.75 114.56
) W 903 | MGD C6-N1-C2 4.63 122.81 120.20
5 W 903 | MGD | C17-C16-C21 | 4.61 118.73 114.56
5 C 904 | MGD | C17-C16-C21 | 4.60 118.72 114.56
5 C 904 | MGD C6-N1-C2 4.59 122.79 120.20
5 S 903 | MGD | O2A-PA-O3A | -4.58 85.44 108.51
5 K 903 | MGD C6-N1-C2 4.53 122.76 120.20
) K 904 | MGD C6-N1-C2 4.50 122.74 120.20
5 C 904 | MGD | C13-C14-N15 | -4.47 103.26 111.70
5 O 903 | MGD | C17-C16-C21 | 4.47 118.61 114.56
5 U 904 | MGD | C17-C16-C21 | 4.45 118.59 114.56
5 W 904 | MGD | C17-C16-C21 | 4.44 118.58 114.56
5 C 903 | MGD C5-C4-N3 4.43 131.17 126.07
5 A 904 | MGD | C17-C16-C21 | 4.39 118.54 114.56
) I 903 | MGD | C17-C16-C21 | 4.34 118.49 114.56
5 G 904 | MGD | C17-C16-C21 | 4.32 118.47 114.56
5 U 903 | MGD | C17-C16-C21 | 4.25 118.41 114.56
5 M 904 | MGD | O11-C23-C14 | -4.25 105.66 108.99
5 E 903 | MGD | C17-C16-C21 | 4.23 118.39 114.56
) G 903 | MGD | C17-C16-C21 | 4.21 118.37 114.56
) G 904 | MGD | C13-C14-N15 | -4.20 103.77 111.70
) S 903 | MGD | O2A-PA-O1A | -4.18 89.01 112.14
5 I 904 | MGD | C17-C16-C21 | 4.17 118.34 114.56
5 G 903 | MGD C6-N1-C2 4.17 122.55 120.20
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 S 903 | MGD | C17-C16-C21 | 4.16 118.33 114.56
5 G 903 | MGD | O2A-PA-O1A | -4.15 89.16 112.14
5 U 904 | MGD C6-N1-C2 4.15 122.54 120.20
) E 904 | MGD | C17-C16-C21 | 4.13 118.30 114.56
) A 903 | MGD | C17-C16-C21 | 4.11 118.28 114.56
) U 904 | MGD | C13-C14-N15 | -4.07 104.02 111.70
5 S 903 | MGD | 0O11-C23-C14 | 4.06 112.19 108.99
5 S 904 | MGD | C13-C14-N15 | -4.06 104.04 111.70
5 O 904 | MGD | C17-C16-C21 | 4.05 118.23 114.56
5 A 904 | MGD | C13-C14-N15 | -4.05 104.05 111.70
) S 904 | MGD | C17-C16-C21 | 4.05 118.22 114.56
b} Q 904 | MGD | C17-C16-C21 | 4.03 118.21 114.56
) C 903 | MGD | C17-C16-C21 | 4.03 118.21 114.56
5 A 904 | MGD | 04’-C4’-C5’ -4.01 95.12 109.37
5 Q 903 | MGD | C17-C16-C21 | 3.98 118.16 114.56
5 W 903 | MGD | O2A-PA-O1A | -3.97 90.19 112.14
5 A 903 | MGD | O2A-PA-O1A | -3.96 90.21 112.14
) I 903 | MGD | O2A-PA-O1A | -3.96 90.21 112.14
b} G 904 | MGD C5-C4-N3 3.96 130.63 126.07
) M 904 | MGD | 04’-C4’-C5’ -3.96 95.32 109.37
5 I 903 | MGD C6-N1-C2 3.95 122.43 120.20
5 U 903 | MGD | O2A-PA-O1A | -3.95 90.27 112.14
5 K 904 | MGD | C13-C14-N15 | -3.93 104.28 111.70
5 S 904 | MGD C5-C4-N3 3.93 130.59 126.07
5 M 904 | MGD | C17-C16-C21 | 3.93 118.12 114.56
) E 903 | MGD C6-N1-C2 3.92 122.42 120.20
5 Q 903 | MGD C6-N1-C2 3.91 122.41 120.20
5 K 903 | MGD | O2A-PA-O1A | -3.89 90.61 112.14
5 O 903 | MGD C6-N1-C2 3.88 122.39 120.20
5 G 904 | MGD | 04’-C4-C5’ -3.88 95.60 109.37
) O 904 | MGD | O11-C23-C14 | -3.86 105.96 108.99
5 Q 904 | MGD | C13-C14-N15 | -3.84 104.45 111.70
) Q 903 | MGD | O2A-PA-O1A | -3.83 90.95 112.14
5 O 904 | MGD | C13-C14-N15 | -3.80 104.53 111.70
5 K 903 | MGD | C17-C16-C21 | 3.80 118.00 114.56
5 E 904 | MGD C5-C4-N3 3.79 130.43 126.07
5 W 903 | MGD | C13-C14-N15 | -3.77 104.58 111.70
) E 903 | MGD | O2A-PA-O1A | -3.77 91.26 112.14
5 S 903 | MGD | C16-N15-C14 | -3.76 108.90 118.66
) M 903 | MGD | O2A-PA-O1A | -3.76 91.33 112.14
5 K 904 | MGD | 04’-C4’-C5’ -3.76 96.02 109.37
5 K 904 | MGD C5-C4-N3 3.76 130.40 126.07
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 Q 904 | MGD | 04’-C4-C5’ -3.76 96.03 109.37
5 C 903 | MGD C2-N3-C4 -3.75 110.80 115.30
5 Q 903 | MGD | C16-N15-C14 | -3.75 108.94 118.66
) K 904 | MGD | C17-C16-C21 | 3.73 117.94 114.56
) W 904 | MGD | C13-C14-N15 | -3.72 104.68 111.70
) A 903 | MGD | C16-C21-N20 | 3.72 125.52 118.43
5 U 904 | MGD | 04’-C4-C5’ -3.71 96.20 109.37
5 Q 904 | MGD | 011-C23-C14 | -3.71 106.08 108.99
5 A 903 | MGD C6-N1-C2 3.70 122.29 120.20
5 I 903 | MGD | O11-C23-C14 | 3.66 111.87 108.99
) Q 903 | MGD | C16-C21-N20 | 3.66 125.41 118.43
b} C 903 | MGD | C16-C21-N20 | 3.66 125.40 118.43
) S 903 | MGD | C23-C14-N15 | 3.65 113.48 108.34
5 M 903 | MGD | C16-N15-C14 | -3.63 109.24 118.66
5 U 903 | MGD | C16-N15-C14 | -3.64 109.23 118.66
5 E 903 | MGD | C16-N15-C14 | -3.63 109.25 118.66
5 Q 904 | MGD C5-C4-N3 3.62 130.24 126.07
) M 904 | MGD | C16-C21-N20 | 3.61 125.31 118.43
b} K 903 | MGD | C16-N15-C14 | -3.60 109.33 118.66
) Q 904 | MGD | C16-C21-N20 | 3.58 125.25 118.43
5 B 904 | MGD | C13-C14-N15 | -3.57 104.96 111.70
5 K 904 | MGD | C16-C21-N20 | 3.57 125.24 118.43
5 I 904 | MGD | C16-C21-N20 | 3.57 125.24 118.43
5 M 903 | MGD | C16-C21-N20 | 3.57 125.23 118.43
5 G 904 | MGD | C16-C21-N20 | 3.56 125.23 118.43
) C 903 | MGD C6-N1-C2 3.56 122.21 120.20
5 A 903 | MGD | O3A-C10-C11 | -3.55 99.39 108.87
5 O 903 | MGD | O2A-PA-O1A | -3.55 92.52 112.14
5 A 903 | MGD | C16-N15-C14 | -3.54 109.49 118.66
5 S 903 | MGD | C16-C21-N20 | 3.54 125.17 118.43
5 M 903 | MGD C6-N1-C2 3.53 122.20 120.20
5 K 903 | MGD | C16-C21-N20 | 3.52 125.14 118.43
) I 903 | MGD | C16-N15-C14 | -3.52 109.54 118.66
5 S 903 | MGD C6-N1-C2 3.52 122.19 120.20
5 E 903 | MGD | C16-C21-N20 | 3.50 125.11 118.43
5 O 904 | MGD | 04’-C4-C5’ -3.49 96.97 109.37
5 U 903 | MGD | C16-C21-N20 | 3.49 125.08 118.43
) C 903 | MGD | C16-N15-C14 | -3.49 109.61 118.66
) A 904 | MGD | C16-C21-N20 | 3.49 125.08 118.43
) U 903 | MGD C6-N1-C2 3.48 122.16 120.20
5 C 903 | MGD | O2A-PA-O1A | -3.47 92.95 112.14
5 G 903 | MGD | C16-C21-N20 | 3.46 125.03 118.43
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 S 904 | MGD | 04’-C4-C5’ -3.45 97.11 109.37
5 G 903 | MGD | O11-C23-C14 | 3.44 111.70 108.99
5 E 904 | MGD | C16-C21-N20 | 3.44 124.99 118.43
) S 904 | MGD | C16-C21-N20 | 3.44 124.98 118.43
) G 903 | MGD | C16-N15-C14 | -3.43 109.76 118.66
) I 903 | MGD | C16-C21-N20 | 3.43 124.96 118.43
5 M 903 | MGD | C23-C14-N15 | 3.42 113.15 108.34
5 O 904 | MGD | C16-C21-N20 | 3.42 124.96 118.43
5 U 904 | MGD | C16-C21-N20 | 3.40 124.92 118.43
5 C 903 | MGD | O3A-C10-C11 | -3.38 99.84 108.87
) W 904 | MGD | C16-C21-N20 | 3.38 124.87 118.43
b} O 903 | MGD | C16-C21-N20 | 3.37 124.85 118.43
) M 904 | MGD | C16-N15-C14 | -3.35 109.98 118.66
5 G 904 | MGD C2-N3-C4 -3.33 111.31 115.30
5 W 903 | MGD | C16-N15-C14 | -3.32 110.06 118.66
5 E 904 | MGD C2-N3-C4 -3.32 111.32 115.30
5 O 903 | MGD | C16-N15-C14 | -3.31 110.08 118.66
) M 903 | MGD C5-C4-N3 3.31 129.88 126.07
b} A 903 | MGD | C23-C14-N15 | 3.30 112.97 108.34
) M 904 | MGD C2-N3-C4 -3.30 111.35 115.30
5 M 904 | MGD C5-C4-N3 3.29 129.86 126.07
5 K 903 | MGD | O3A-C10-C11 | -3.29 100.10 108.87
5 W 903 | MGD | C16-C21-N20 | 3.28 124.68 118.43
5 E 904 | MGD | C16-N15-C14 | -3.27 110.17 118.66
5 W 904 | MGD C5-C4-N3 3.27 129.84 126.07
) I 904 | MGD | O11-C23-N22 | -3.25 105.30 109.03
5 C 904 | MGD | C16-C21-N20 | 3.25 124.63 118.43
5 A 904 | MGD C2-N3-C4 -3.25 111.40 115.30
5 A 904 | MGD C5-C4-N3 3.25 129.81 126.07
5 W 904 | MGD | C16-N15-C14 | -3.25 110.25 118.66
) O 904 | MGD C5-C4-N3 3.24 129.80 126.07
b} O 903 | MGD | C23-C14-N15 | 3.24 112.90 108.34
) Q 903 | MGD C5-C4-N3 3.24 129.80 126.07
5 Q 903 | MGD C2-N3-C4 -3.22 111.44 115.30
5 O 904 | MGD | C16-N15-C14 | -3.21 110.34 118.66
5 G 903 | MGD | C23-C14-N15 | 3.20 112.83 108.34
5 A 904 | MGD | C16-N15-C14 | -3.19 110.39 118.66
) G 904 | MGD | C16-N15-C14 | -3.19 110.39 118.66
5 M 904 | MGD | C13-C14-N15 | -3.19 105.69 111.70
) Q 904 | MGD C2-N3-C4 -3.18 111.49 115.30
5 Q 903 | MGD | O11-C23-C14 | 3.18 111.49 108.99
5 Q 904 | MGD | C16-N15-C14 | -3.18 110.43 118.66
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 K 904 | MGD | C16-N15-C14 | -3.17 110.45 118.66
5 I 904 | MGD | C16-N15-C14 | -3.15 110.49 118.66
5 E 903 | MGD C5-C4-N3 3.13 129.68 126.07
) A 903 | MGD C5-C4-N3 3.13 129.67 126.07
) G 903 | MGD C2-N3-C4 -3.12 111.55 115.30
) U 903 | MGD | O3A-C10-C11 | -3.12 100.54 108.87
5 Q 903 | MGD | C23-C14-N15 | 3.12 112.72 108.34
5 S 904 | MGD C2-N3-C4 -3.11 111.57 115.30
5 M 903 | MGD | O11-C23-C14 | 3.10 111.43 108.99
5 U 904 | MGD C5-C4-N3 3.09 129.63 126.07
) I 903 | MGD C5-C4-N3 3.09 129.62 126.07
b} U 904 | MGD | C16-N15-C14 | -3.09 110.66 118.66
) W 904 | MGD | 04’-C4’-C5’ -3.08 98.45 109.37
5 G 903 | MGD C5-C4-N3 3.07 129.60 126.07
5 C 903 | MGD | C23-C14-N15 | 3.07 112.66 108.34
5 C 904 | MGD | O11-C23-C14 | -3.07 106.58 108.99
5 I 904 | MGD | O3B-PB-0O5’ 3.06 111.03 102.91
b} U 903 | MGD | C23-C14-N15 | 3.05 112.63 108.34
b} C 904 | MGD | C16-N15-C14 | -3.05 110.75 118.66
) K 903 | MGD C5-C4-N3 3.04 129.57 126.07
5 S 903 | MGD C5-C4-N3 3.03 129.55 126.07
5 B 903 | MGD | C23-C14-N15 | 3.02 112.58 108.34
5 M 903 | MGD | C13-C14-N15 | -3.02 106.01 111.70
5 O 904 | MGD C2-N3-C4 -3.00 111.70 115.30
5 I 903 | MGD | C13-C14-N15 | -2.98 106.08 111.70
) O 903 | MGD | O11-C23-C14 | 2.98 111.33 108.99
5 I 903 | MGD | O3A-C10-C11 | -2.97 100.95 108.87
5 S 903 | MGD C2-N3-C4 -2.96 111.75 115.30
5 C 904 | MGD | 04’-C4-C5’ -2.96 98.87 109.37
5 K 904 | MGD C2-N3-C4 -2.95 111.76 115.30
5 M 904 | MGD | C4-04-C1’ 2.94 112.95 109.72
b} U 903 | MGD | O11-C23-C14 | 2.94 111.30 108.99
) E 904 | MGD | 04’-C4’-C5’ -2.92 99.01 109.37
5 A 904 | MGD | 011-C23-C14 | -2.92 106.70 108.99
5 O 903 | MGD C5-C4-N3 291 129.42 126.07
5 I 904 | MGD C5-C4-N3 2.90 129.41 126.07
5 A 903 | MGD | O11-C23-C14 | 2.90 111.28 108.99
) O 903 | MGD | C13-C14-N15 | -2.90 106.23 111.70
5 U 903 | MGD C5-C4-N3 2.90 129.40 126.07
) K 903 | MGD C2-N3-C4 -2.89 111.83 115.30
5 G 903 | MGD | C13-C14-N15 | -2.88 106.27 111.70
5 S 904 | MGD | C16-N15-C14 | -2.87 111.21 118.66
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 C 903 | MGD | 011-C23-C14 | 2.85 111.24 108.99
5 W 903 | MGD C5-C4-N3 2.84 129.34 126.07
5 I 903 | MGD | 04’-C4-C5’ -2.82 99.36 109.37
) A 903 | MGD C2-N3-C4 -2.81 111.93 115.30
) K 903 | MGD | C23-C14-N15 | 2.81 112.29 108.34
) U 904 | MGD | C16-C21-N22 | 2.81 121.28 118.34
5 M 903 | MGD C2-N3-C4 -2.79 111.95 115.30
5 C 904 | MGD C2-N3-C4 -2.79 111.95 115.30
5 U 903 | MGD C2-N3-C4 -2.77 111.98 115.30
5 I 904 | MGD | (C3-C2-CYl’ 2.77 105.26 100.92
) W 904 | MGD C2-N3-C4 -2.75 112.01 115.30
b} O 903 | MGD C2-N3-C4 -2.74 112.01 115.30
) W 904 | MGD | C16-C21-N22 | 2.74 121.21 118.34
5 I 903 | MGD C2-N3-C4 -2.73 112.02 115.30
5 A 904 | MGD | C4-04-C1’ 2.73 112.72 109.72
5 U 904 | MGD C2-N3-C4 -2.73 112.03 115.30
5 I 903 | MGD | C23-C14-N15 | 2.72 112.17 108.34
) C 904 | MGD C5-C4-N3 2.72 129.20 126.07
5 O 903 | MGD | C16-C21-N22 | 2.71 121.18 118.34
) W 903 | MGD | C23-C14-N15 | 2.69 112.12 108.34
5 S 903 | MGD | C16-C21-N22 | 2.67 121.14 118.34
5 B 903 | MGD C2-N3-C4 -2.65 112.12 115.30
5 I 903 | MGD | 04’-C1-C2’ -2.64 102.84 106.69
5 A 904 | MGD | O3A-C10-C11 | 2.63 115.90 108.87
5 C 903 | MGD | C16-C21-N22 | 2.63 121.09 118.34
) Q 903 | MGD | C16-C21-N22 | 2.62 121.09 118.34
5 I 903 | MGD | C16-C21-N22 | 2.60 121.06 118.34
5 E 904 | MGD | C3-C2-CYl’ 2.60 104.99 100.92
5 K 903 | MGD | C16-C21-N22 | 2.59 121.05 118.34
5 W 903 | MGD C2-N3-C4 -2.56 112.23 115.30
5 K 904 | MGD | C16-C21-N22 | 2.56 121.02 118.34
5 E 903 | MGD | C16-C21-N22 | 2.55 121.01 118.34
) K 903 | MGD | C13-C14-N15 | -2.55 106.90 111.70
5 Q 903 | MGD | O3A-C10-C11 | -2.54 102.08 108.87
5 I 904 | MGD C2-N3-C4 -2.53 112.26 115.30
5 G 903 | MGD | C16-C21-N22 | 2.52 120.98 118.34
5 U 903 | MGD | 0O4’-C4-C5’ -2.52 100.42 109.37
) Q 903 | MGD | 04’-C4-C5" | -2.51 100.45 109.37
) Q 904 | MGD | C4-04-CY1’ 2.51 112.47 109.72
) O 904 | MGD | C3-C2-CYl’ 2.50 104.84 100.92
5 U 903 | MGD | C13-C14-N15 | -2.49 106.99 111.70
5 W 903 | MGD | C16-C21-N22 | 2.49 120.95 118.34
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 E 903 | MGD | C13-C14-N15 | -2.49 107.00 111.70
5 S 904 | MGD | 011-C23-C14 | -2.48 107.05 108.99
5 C 903 | MGD C4-C5-N7 247 111.80 109.41
) M 903 | MGD | O3A-C10-C11 | -2.45 102.33 108.87
) E 904 | MGD | C11-C12-C13 | 2.44 125.55 117.86
) W 903 | MGD | C10-C11-C12 | 2.43 113.85 110.98
5 K 904 | MGD | C11-C12-C13 | 2.43 125.52 117.86
5 A 904 | MGD | C16-C21-N22 | 2.43 120.88 118.34
5 C 903 | MGD N1-C2-N3 2.42 125.06 121.78
5 E 903 | MGD | O3A-C10-C11 | -2.42 102.41 108.87
) K 904 | MGD | O11-C23-C14 | -2.42 107.09 108.99
) O 904 | MGD | C16-C21-N22 | 2.42 120.87 118.34
) W 904 | MGD | C4-04-C1’ 2.40 112.36 109.72
5 E 904 | MGD | C16-C21-N22 | 2.40 120.85 118.34
5 U 903 | MGD | C16-C21-N22 | 2.39 120.84 118.34
5 M 903 | MGD | 04’-C4-C5’ -2.38 100.92 109.37
5 W 904 | MGD | O011-C23-C14 | -2.37 107.13 108.99
) K 904 | MGD | C3-C2-C1’ 2.36 104.62 100.92
5 G 904 | MGD | C16-C21-N22 | 2.36 120.81 118.34
) O 904 | MGD | C4-04-C1’ 2.36 112.31 109.72
5 C 903 | MGD N3-C4-N9 -2.35 123.46 126.91
5 W 904 | MGD | C10-C11-C12 | -2.34 108.22 110.98
5 G 904 | MGD | C11-C12-C13 | 2.34 125.23 117.86
5 U 904 | MGD | (C3-C2-CYl’ 2.32 104.57 100.92
5 S 904 | MGD | C16-C21-N22 | 2.32 120.77 118.34
) A 903 | MGD | C16-C21-N22 | 2.31 120.76 118.34
5 U 903 | MGD N1-C2-N3 2.30 124.89 121.78
5 M 903 | MGD | C16-C21-N22 | 2.30 120.75 118.34
5 U 904 | MGD | C11-C12-C13 | 2.30 125.12 117.86
5 G 904 | MGD | 011-C23-C14 | -2.30 107.19 108.99
5 A 903 | MGD | C13-C14-N15 | -2.29 107.37 111.70
5 S 904 | MGD | C3-C2-C1’ 2.29 104.52 100.92
) S 903 | MGD N1-C2-N3 2.28 124.86 121.78
5 O 904 | MGD | C11-C12-C13 | 2.27 125.04 117.86
5 A 904 | MGD | C11-C12-C13 | 2.27 125.01 117.86
5 E 903 | MGD | 04’-C4-C5’ -2.26 101.34 109.37
5 A 904 | MGD | (C3-C2-CYl’ 2.26 104.47 100.92
) Q 903 | MGD N1-C2-N3 2.26 124.83 121.78
) Q 904 | MGD | C16-C21-N22 | 2.25 120.70 118.34
) Q 904 | MGD | C10-C11-C12 | -2.25 108.33 110.98
5 Q 903 | MGD | C13-C14-N15 | -2.24 107.47 111.70
5 S 903 | MGD | O3A-C10-C11 | -2.23 102.91 108.87
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 G 903 | MGD | 04’-C1-C2’ -2.23 103.45 106.69
5 G 903 | MGD N1-C2-N3 2.23 124.79 121.78
5 A 903 | MGD N1-C2-N3 2.22 124.78 121.78
) G 903 | MGD | 04’-C4-C5’ -2.22 101.48 109.37
) S 903 | MGD | 04-C4-Ch’ | -2.22 101.50 109.37
) I 904 | MGD | C16-C21-N22 | 2.22 120.66 118.34
5 W 904 | MGD | C11-C12-C13 | 2.21 124.85 117.86
5 A 904 | MGD C4-C5-N7 2.20 111.54 109.41
5 M 904 | MGD | C16-C21-N22 | 2.19 120.63 118.34
5 M 903 | MGD | 0O4-C1-C2’ -2.18 103.52 106.69
) I 904 | MGD | O11-C11-C10 | -2.18 103.19 108.81
) O 904 | MGD N1-C2-N3 2.18 124.72 121.78
) E 904 | MGD | C10-C11-C12 | -2.17 108.42 110.98
5 S 904 | MGD | C11-C12-C13 | 2.16 124.69 117.86
5 M 904 | MGD | C11-C12-C13 | 2.16 124.67 117.86
5 M 904 | MGD | C3-C2-CYl’ 2.16 104.30 100.92
5 E 903 | MGD | 04-C1-C2’ -2.15 103.55 106.69
) Q 904 | MGD | C11-C12-C13 | 2.14 124.61 117.86
5 K 904 | MGD N1-C2-N3 2.14 124.67 121.78
) C 903 | MGD | C13-C14-N15 | -2.13 107.67 111.70
5 I 903 | MGD | C10-C11-C12 | 2.13 113.50 110.98
5 W 904 | MGD | (C3-C2-CYl’ 2.12 104.25 100.92
5 Q 904 | MGD N1-C2-N3 2.12 124.65 121.78
5 K 904 | MGD | C17-C16-N15 | 2.11 122.09 119.07
5 E 904 | MGD | C4-04-C1’ 2.11 112.04 109.72
) I 903 | MGD N1-C2-N3 2.11 124.63 121.78
5 C 904 | MGD | C4-04-C1’ 2.10 112.03 109.72
5 K 904 | MGD N3-C4-N9 -2.10 123.83 126.91
5 C 903 | MGD C8-N9-C4 -2.08 105.26 106.96
5 M 903 | MGD C4-C5-N7 2.08 111.42 109.41
5 K 903 | MGD N1-C2-N3 2.08 124.59 121.78
5 I 904 | MGD C8-N9-C1’ 2.07 130.05 126.15
) W 903 | MGD | 04’-C4’-C5’ -2.07 102.02 109.37
5 W 903 | MGD N1-C2-N3 2.07 124.57 121.78
5 E 903 | MGD N1-C2-N3 2.06 124.57 121.78
5 G 903 | MGD C4-C5-N7 2.06 111.40 109.41
5 G 904 | MGD N1-C2-N3 2.05 124.55 121.78
) M 904 | MGD N1-C2-N3 2.05 124.55 121.78
) C 904 | MGD | C3-C2-C1’ 2.05 104.13 100.92
) O 903 | MGD N1-C2-N3 2.04 124.54 121.78
5 G 904 | MGD | C10-C11-C12 | -2.04 108.57 110.98
5 C 904 | MGD | C11-C12-C13 | 2.03 124.28 117.86

Continued on next page...



Page 161

Full wwPDB X-ray Structure Validation Report

4V4C

Continued from previous page...

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
5 U 904 | MGD | 011-C23-C14 | -2.03 107.40 108.99
5 G 903 | MGD | O3A-C10-C11 | -2.03 103.45 108.87
5 S 904 | MGD | O3A-C10-C11 | 2.02 114.25 108.87
) I 904 | MGD N1-C2-N3 2.01 124.50 121.78
) M 903 | MGD N1-C2-N3 2.00 124.49 121.78
) E 904 | MGD C4-C5-N7 2.00 111.34 109.41

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

There are no chain breaks in this entry.


http://wwpdb.org/ValidationPDFNotes.html#h.cdia527f7fwo
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.


http://wwpdb.org/ValidationPDFNotes.html#h.l5atkha42khp
http://wwpdb.org/ValidationPDFNotes.html#h.q689e5ptm5x8
http://wwpdb.org/ValidationPDFNotes.html#h.kym9nh1j9imb
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