WDRLDWI

2PDB

PRUTEIN DATA BANK

Full wwPDB X-ray Structure Validation Report ()

Feb 28, 2014 — 06:38 AM GMT

PDBID : 3DFY
Title : Crystal structure of apo dipeptide epimerase from Thermotoga maritima
Authors : Fedorov, A.A.; Fedorov, E.V.; Imker, H.J.; Gerlt, J.A.; Almo, S.C.
Deposited on :  2008-06-12
Resolution : 2.10 A(reported)

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

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

MolProbity : 4.02b-467

Mogul : 1.152013
Xtriage (Phenix) : dev-1323
EDS : stable22639
Percentile statistics : 21963

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


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

Page 2 Full wwPDB X-ray Structure Validation Report 3DFY

1 Overall quality at a glance (i)

The reported resolution of this entry is 2.10 A.

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

Metric Percentile Ranks Value
Rfree NN 0.275
Clashscore I . 9
Ramachandran outliers I 0.0%
Sidechain outliers I 1.0%
RSRZ outliers I NN 2 .4%
Worse Better

I Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R frec 66092 3012 (2.10-2.10)
Clashscore 79885 3649 (2.10-2.10)
Ramachandran outliers 78287 3610 (2.10-2.10)
Sidechain outliers 78261 3611 (2.10-2.10)
RSRZ outliers 66119 3013 (2.10-2.10)

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

Mol | Chain | Length Quality of chain
1 O 345 u —
1 P 345 B —
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 43115 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 Muconate cycloisomerase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 338 2660 1689 457 504 10 0 0 0

Total C N O S
1 B 332 2622 1664 450 498 10 0 0 0

Total C N O S
1 C 338 2660 1680 457 504 10 0 0 0

Total C N O S
1 b 332 2622 1664 450 498 10 0 0 0

Total C N O S
1 b 330 2606 1653 447 496 10 0 0 0

Total C N O S
1 F 333 2628 1667 451 500 10 0 0 0

Total C N O S
1 G 330 2606 1653 447 496 10 0 0 0

Total C N O S
1 H 331 2615 1659 449 497 10 0 0 0

Total C N O S
1 I 338 2660 1689 457 504 10 0 0 0

Total C N O S
1 J 331 2615 1659 449 497 10 0 0 0

Total C N O S
1 K 330 2606 1653 447 496 10 0 0 0

Total C N O S
1 L 331 2612 1656 448 498 10 0 0 0

Total C N O S
1 M 338 2660 1689 457 504 10 0 0 0

Total C N O S
1 N 332 2621 1662 450 499 10 0 0 0

Total C N O S
1 O 331 2612 1656 448 498 10 0 0 0

Total C N O S
1 P 332 2622 1664 450 498 10 0 0 0
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e Molecule 2 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 p 1 Total Mg 0 0
1 1
9 G 1 Total Mg 0 0
1 1
9 ] 1 Total Mg 0 0
1 1
9 D 1 Total Mg 0 0
1 1
9 K 1 Total Mg 0 0
1 1
9 B 1 Total Mg 0 0
1 1
9 0 1 Total Mg 0 0
1 1
9 B 1 Total Mg 0 0
1 1
9 I 1 Total Mg 0 0
1 1
9 C 1 Total Mg 0 0
1 1
9 A 1 Total Mg 0 0
1 1
9 N 1 Total Mg 0 0
1 1
9 0 1 Total Mg 0 0
1 1
9 L 1 Total Mg 0 0
1 1
9 P 1 Total Mg 0 0
1 1
9 M 1 Total Mg 0 0
1 1
e Molecule 3 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
3 A 83 33 33 0 0
Total O
3 B 73 73 73 0 0
Total O
3 C 67 67 67 0 0

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK



Page 6

Full wwPDB X-ray Structure Validation Report

3DFY

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 1 D 52 ngal 502 0 0
3 D 63 T‘é?l (% 0 0
3 F 63 Tg;al f% 0 0
3 G 65 ngal é?,) 0 0
3 H 78 T(;tgal ;)8 0 0
3 I 77 T(;;al ;)7 0 0
3 ] 75 T(;t;‘l % 0 0
3 K 56 ngal 5% 0 0
3 L 59 Tgtgal 509 0 0
3| M 67 ngal 607 0 0
3 N 65 Tgt;‘l 605 0 0
3 0 63 ngal 6% 0 0
3 P 66 T(G’gal 6% 0 0




Page 7 Full wwPDB X-ray Structure Validation Report 3DFY

3 Residue-property plots (i)

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

e Molecule 1: Muconate cycloisomerase

Chain A: = —

] o
- O © mm© 00 & © mm O O O O EEO BN D -.E;.-E: .-:8 I
@ 0 © NN N ™ ® A < [T © © N ~ D [ = - —
== oo n > 5] = 54 > ~ < =] (& a [=} o o I .=}

e Molecule 1: Muconate cycloisomerase

Chain B: = —
o000 [ ] [ )
g-} & 2 (D-I\-I\-m-m m-’_"_‘-‘_‘-ﬂ-‘_‘-‘_“_‘-‘_‘-’_"_‘
B4 m = - [=} [=} 172} o [=guch o 4 = [ = @ >

o (]
2 e B S S e e S B e S S e Sl S BB § 58 3
~ - N N N N N N N ISEN N N N 2] [ o0 0 o o oM mMmmnmnam
] £ [ = = ~ = B4 B B (2} = = o == £ | > H o M=o

e Molecule 1: Muconate cycloisomerase

Chain C; == -

- < 0 ©
) N AN
~ ) T n >

00 I O I O) W OO W O © -a)-:g 3 ..33..?3 588 -.31
< n © ~ N~ &~ )} = = ol — o -
=] ~ << = (& a 53 (=g £ (=] HAaX =

+’
F155
|
K159
|
E175
|
K178
V179
|
D188
A189

| 10
M191
|

S ol ey R RS S G bl Sy G G G - s S s
= xom A ~ o 5] n = = £ m = x £ a ] ] = =] o — o - ==} = =] A
[
2
-N)
B
e Molecule 1: Muconate cycloisomerase
Chaln D: m= —

WORLDWIDE

er

PROTEIN DATA BANK


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

Full wwPDB X-ray Structure Validation Report 3DFY

Page 8

6211
8T

s
ST

L1T0

€174

80Ta

861

8.a

ELW

T4

69V
89N

114

€74

Ll

€4

69CS

® Sced

o weeT |
ETEN
61€d
80€T
zoeh
98TT
28cd

8.LTA

e Molecule 1

Chain E

9.2V

1somerase

Muconate cycloi

TOTV

6631

164

00 (=3
0 D
H a

8.a

T.4

89N

991

193

LSD

0
re)
=

™
re)
9

©
<
=]

©
N
>~

(=)
<
=

0 o
o M
=4

9gd

o e o
©
-
>

°

81¢d

912d

4548

1674
961X

Y6TL

68TV
881a

1874

B6LTA
TLIY
TL1d
0LTI
9911
T9TH

GSTd

€974
°

0STI
(57458

SPIA
e ¥viA
€VTY

ovTA

LETI

YETL
EETA

TETL

6211
8cTd

€21
LTT0
€17

7014
€0TD

® ¢&ved
cven
el
OVEN

8€€d

TCEH
80€T
20gd
68T
1823
€.2a

69CS
8924

S92

€9ZN

Muconate cyclo

T9CA
pAstact
feletace
feista’

{4t
TS

6ETY

Tecy

|144:

1somerase

e Molecule 1
Chain F

912d

L1673

S6TD
7611

T6TW

68TV
8810

814
08T.L

8LTH

TLIY

T9TH

65T

LSTA

€979

1so1erase

Muconate cycloi

e Molecule 1
Chain G

2eTa

6CTI
8214

9¢Td
ST

%014
€0Th

TS
0SzA

{44

6ETY

T€2d

6ccd
82T

812d

912

80231

L1673
9614

¥61L

T6TW

68TV
8810

8LTH

9LT1

vL1d

TLIV

691Q

29TA

6GTY

LSTA

SGT4

LYTY

SYII

£v1Y

|54%

6ETL

LETI

veTL

o [ X )
VDO  FWONODOHN®
NN Qmmm 0O 0mn o0 S
O@WM MO0 NOn0on0no
SEE HoQAaBo e =EmEX

TCEH
T1ED
80€T
zoeb
8621

2824

0821

Muconate cyclo

8LTA
L.21

€Lza

69CS
89y

S92

192X

85TV

962d
SGeH

1somerase

e Molecule 1

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3DFY

Page 9

Chain H

9v1a

A28

CYIN

YETL

CETa
TETL

8¢Td

92T1Yd
SCTH

7014
€070

6634
96d
06d
€8V
8.a
1.4

8%d

28

©
2]
H

8T

(N X )
0o
~ =

EVEN

Tved
OVER

8ged

veer

TZEH

T1€D

T0ed

[4:1acs

0821

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

8LTA

9.Ley
€.L2a
89¢)
S9TH
SSTH
TS
tqacs
eeed
81¢d
L6714
96131
S6T0
V6TL
681V
T9TH

SSTd

8YIN

1somerase

Muconate cycloi

e Molecule 1

Chain I

[4c] %8

0STI
(745:8

9v1a

wvIA
EVTY

o%TA

GETA

€eTH
zena
TETL

6CTI
92TY
ST
{45}
SOTY

€0TD

ETEN

TCEH
61€Q
vied
T1€D
80€T
2ogd
18¢H

28T

08CI

8.LTA
L.21

€.2a

6928
892x

S99y
v9CI

TS

Teey

81¢d

912

1674
961X

76Tl
06TN
68TV
881d
TLIY
L9TX

LSTA

GSTd

€974

OVEN
6EEY

1somerase

Muconate cycloi

e Molecule 1
Chain J

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

1
® O07IA
6ETL
8€Ta
LETI

YETL
€ETA
CETa
TETL

82Td

9zTYd

v0Td

e 8Id
414

€4

® €ved

Tved

6E€Y

veer

1458
TZEH
T1ED
2ogd
8621
LL21
€.2a
8924
S9TH
eisfa'

TSCH
0S2A

{444t
81¢d
961X
T6TW
68TV

TLIY
TL1d

T9TH

LSTA

SST4

0STI

b

vviA
€VTY

1somerase

Muconate cycloi

e Molecule 1
Chain K

= o

STTA

€174

¥014

L79
9TA

ceed

ceed

872d

9124

i254%8
[J5as
L6743
96T
S6TD
76TL
06TN
68TV
881d
78TH
vL13

9GTH
SST4d

0STI

2 - o
o <+ < &
- -
= B = e

€ETA

6211
et

® Sgeyd
e

1somerase

zeel
TCEH

vied

T1€D

80€T

ToED

9628

68T

Muconate cyclo

8¢y
9821

z8cd

8.TA
L.21

€.2a

692CS
892)

e Molecule 1
Chain L

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3DFY

Page 10

YETL

ceTa
62TI
ST
11D

014
€010

T4

69V

€97

194

8EA

ey

19
S1d
17428
€74

m-
=

€4

seced
¥Te1

TCEH
viea
T1€D
80€T
zoed
1823
[4:14ck
8.LTA
€.2a

8924
LITH

S9TH

T9CA

6ECY

Y€TS

ceed
1€

81¢d

L6713

v6TL
€6TA

68TV

08TL

T9TH

6GTA

LSTA

€674

1ST4

671Y

Muconate cyclo

eved
THEA

0%EW

e Molecule 1
Chain M

8€ed

seed
veer

1somerase

6714
2eTa

6CTI
8¢Td

SCTH
€114

7014
€010

TOTY

6631

06d

8.a

ELW

€Ty

® ¢&ved
cven
Tved

Seed
veer

TCEH
80€T
2oed
662D

[4stace

08CI

8.LTA
892)
S92x
6392CA
ista
TSCH
ovey
81¢d
912
L02d
€024
1674
96T
S6T0

Y6TL

68TV
881Q

65T

€979

1somerase

Muconate cycloi

e Molecule 1
Chain N

e11d
80TQ
663
861
L6S
06d
L84

8.a

991

€91

15D

€54

8¥%d

S7D

EPA

8LTA

69CS
892

S9TH
29zA
Lged
Tecy
81ed
0121
202h
€024
9614
68TV

8LTY

9LTI

vL14

TLIY

6GTH

0STI

4%

ovTA

LETI

berL
€ETA

8¢Td

STTA

eveR

8€ed

T1ED

20eb
9821

28cd

1somerase

Muconate cycloi

e Molecule 1
Chain O

Ig-

0vTA
6ETL

YETL

2eTa
TETL

6CTI
8¢Td

SCTH

€174

7014

oo
© ~
-
>

€74

€.L2d

T.2I

892x

S9Tx

T92A

is1a8
vsen

TS

6eTy

62cd

144

8T¢d

912

802x1
L02d

€024

96T

68TV
881d

9811

9LTI

i ZA%e

T9TH

65T

LSTA

GSTA

€974

67T

LYTV

® SvId
TvIA

CYIN

qeen
TZEH
80€T
2ogd
[4stacs

8.LTA

1somerase

Muconate cycloi

e Molecule 1

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3DFY

Page 11

Chain P

«
Im

evTY

LETI

YETL

CETa
TETL

8¢1d

9zTYd

1211

428

7014

663

06a

€8V

8.a

€L

69Y

193

15D

AL
€54

8¥vd

00€T

68T

[4:acs

0821

8.LTA

Ll

6928
89¢H

G981

€92N

isfa 8

TSCH

ceTd

(448

81¢d

912d

454N
2020
1024
S6T0
06TN
68TV
8810
L8TA
814
TLTH
L9TH
T9TH

LSTA
95Ty

8YIN

vvin

EVEN

Tved
OVEN

veer

ETEN

TCEH

T1€D

Y0EN

T0ED

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12 Full wwPDB X-ray Structure Validation Report 3DFY

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 104.81A 165.14A  209.64A .
Depositor
a, b, c,a, 3,y 90.00° 96.06° 90.00°
: 25.00 — 2.10 Depositor
Resolution (A) 30.73 — 1.88 EDS
% Data completeness 98.9 (25.00-2.10) Depositor
(in resolution range) 93.9 (39.73-1.88) EDS
Rinerge 0.06 Depositor
Reym (Not available) Depositor
<I/o(l)>" 1.09 (at 1.88A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.246 , 0.277 Depositor
P ree 0.246 , 0.275 DCC
Rree test set 20322 reflections (4.99%) DCC
Wilson B-factor (A2) 25.7 Xtriage
Anisotropy 0.778 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.40 , 37.3 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L| > =058, < [?> =042 Xtriage
Outliers 12 of 534042 reflections (0.002%) Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 43115 wwPDB-VP
Average B, all atoms (A?) 33.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 51.51 % of the origin peak, indicating pseudo translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo translational symmetry is equal to 5.5515e-05. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

Intensities estimated from amplitudes.
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5 Model quality (i)

5.1 Standard geometry (i)

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

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z]| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | ooy 71 o5 | RMSZ | #(2] >5
1 A 0.35 0/2698 0.62 0/3624

1 B 0.34 0/2658 0.61 0/3568

1 C 0.34 0/2698 0.62 0/3624

1 D 0.33 0/2658 0.60 0/3568

1 E 0.35 0/2641 0.61 0/3545

1 F 0.34 0/2664 0.60 0/3576

1 G 0.35 0/2641 0.61 0/3545

1 H 0.35 0/2650 0.62 0/3556

1 | 0.35 0/2698 0.62 0/3624

1 J 0.35 0/2650 0.61 0/3556

1 K 0.34 0/2641 0.61 0/3545

1 L 0.32 0/2647 0.60 0/3553

1 M 0.33 0/2698 0.62 0/3624

1 N 0.34 0/2656 0.61 0/3564

1 O 0.34 0/2647 0.61 0/3553

1 P 0.34 0/2658 0.61 0/3568

All All 0.34 | 0/42603 | 0.61 | 0/57193

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.

There are no planarity outliers.

5.2 Close contacts (i)

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

WORLDWIDE
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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 2660 0 2697 43 0
1 B 2622 0 2661 42 0
1 C 2660 0 2697 48 0
1 D 2622 0 2661 61 0
1 E 2606 0 2641 57 0
1 F 2628 0 2666 46 0
1 G 2606 0 2641 64 0
1 H 2615 0 2654 37 0
1 I 2660 0 2697 50 0
1 J 2615 0 2654 47 0
1 K 2606 0 2641 61 0
1 L 2612 0 2646 37 0
1 M 2660 0 2697 40 0
1 N 2621 0 2659 44 0
1 O 2612 0 2646 53 0
1 P 2622 0 2661 46 0
2 A 1 0 0 0 0
2 B 1 0 0 0 0
2 C 1 0 0 0 0
2 D 1 0 0 0 0
2 E 1 0 0 0 0
2 F 1 0 0 0 0
2 G 1 0 0 0 0
2 H 1 0 0 0 0
2 I 1 0 0 0 0
2 J 1 0 0 0 0
2 K 1 0 0 0 0
2 L 1 0 0 0 0
2 M 1 0 0 0 0
2 N 1 0 0 0 0
2 O 1 0 0 0 0
2 P 1 0 0 0 0
3 A 83 0 0 2 0
3 B 73 0 0 1 0
3 C 67 0 0 1 0
3 D 52 0 0 0 0
3 E 63 0 0 0 0
3 F 63 0 0 1 0
3 G 65 0 0 0 0
3 H 78 0 0 1 0
3 I 7 0 0 3 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 J 75 0 0 0 0
3 K o6 0 0 1 0
3 L 29 0 0 1 0
3 M 67 0 0 0 0
3 N 65 0 0 0 0
3 O 63 0 0 0 0
3 P 66 0 0 2 0
All All 43115 0 42619 742 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 9.

All (742) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:0:334:ILE:HD11 1:0:343:LYS:HG2 1.50 0.92
1:C:191:MET:HE3 1:C:221:ARG:H 1.37 0.89
1:D:334:ILE:HD11 1:D:343:LYS:HE3 1.59 0.84
1:J:131: THR:HG22 1:J:340:MET:HE1 1.60 0.84
1:G:339:ARG:HB2 | 1:G:339:ARG:HH11 1.48 0.79
1:K:13:ARG:HD2 1:K:31:ARG:HG2 1.66 0.78
1:B:68:ASN:HD21 1:B:71:ARG:HH22 1.32 0.77
1:1L:134: THR:HG21 1:L:161:LYS:HE3 1.66 0.77
1:D:339:ARG:HB2 | 1:D:339:ARG:HH11 1.50 0.77
1:G:339:ARG:HB2 | 1:G:339:ARG:NH1 2.02 0.74
1:D:334:ILE:HD11 1:D:343:LYS:HB2 1.70 0.74
1:K:222:GLU:HG2 3:K:412:HOH:O 1.86 0.73

1:1:265:LYS:HB2 1:1:268:LYS:HE2 1.70 0.73
1:E:231:ARG:HH21 | 1:H:195:GLN:HE22 1.38 0.71
1:H:265:LYS:HB2 1:H:268:LYS:HE2 1.71 0.71
1:0:134:THR:HG21 | 1:0:161:LYS:HE3 1.73 0.71
1:C:191:MET:CE 1:C:221:ARG:H 2.04 0.70
1:C:334:ILE:HD11 1:C:343:LYS:HD3 1.73 0.69
1:0:339:ARG:HH11 | 1:0:339:ARG:HB2 1.55 0.69
1:F:133:LYS:HB3 1:F:150:ILE:HD13 1.75 0.69
1:J:133:LYS:HD3 1:J:150:ILE:HG12 1.72 0.69
1:A:139:THR:O 1:A:143:ARG:HG3 1.92 0.69
1:B:68:ASN:ND2 1:B:71:ARG:HH22 1.89 0.69
1:B:334:ILE:HD11 1:B:343:LYS:HE3 1.74 0.68
1:P:298:LEU:HD12 1:P:298:LEU:O 1.94 0.68
1:0:334:ILE:HD11 1:0:343:LYS:CG 2.21 0.68
1:C:191:MET:HE3 1:C:221:ARG:N 2.09 0.68
1:L:265:LYS:HB2 1:L:268:LYS:HE2 1.75 0.68

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:J:13:ARG:HH11 1:J:13:ARG:H 1.41 0.68
1:J:189:ALA:HB3 1:J:218:PRO:HA 1.76 0.67
1:F:195:GLN:HE22 | 1:G:231:ARG:HH22 1.39 0.67
1:F:339:ARG:HB2 | 1:F:339:ARG:HH11 1.60 0.67
1:D:140:VAL:HG21 | 1:D:171:GLU:OE1 1.95 0.66
1:C:225:GLU:OE1 1:F:257:GLU:HG2 1.96 0.66
1:K:142:ASN:HA 1:K:145:LYS:HG2 1.76 0.66
1:0:339:ARG:NH1 | 1:0:339:ARG:HB2 2.10 0.66

1:J:17:GLU:HA 1:J:325:LYS:HE3 1.78 0.66
1:K:265:LYS:HB2 1:K:268:LYS:HE2 1.78 0.66
1:G:251:MET:HG3 1:G:255:LYS:HE3 1.77 0.66
1:F:189:ALA:HB3 1:F:218:PRO:HA 1.78 0.65
1:K:181:ARG:HH11 | 1:K:181:ARG:HG2 1.61 0.65

1:1:149:LYS:O 1:1:152:GLU:HG2 1.95 0.65
1:D:265:LYS:HB2 1:D:268:LYS:HE2 1.79 0.65
1:F:134: THR:HG21 1:F:161:LYS:HE3 1.78 0.65
1:J:339:ARG:NH1 1:J:339:ARG:HB2 2.11 0.65
1:E:129:ILE:HG23 | 1:E:308:LEU:HD23 1.79 0.65
1:0:125:LYS:HE3 1:P:83:ALA:HB1 1.79 0.65
1:D:133:LYS:HD2 1:D:155:PHE:CE2 2.31 0.65
1:H:131:THR:HG22 | 1:H:340:MET:HE1 1.79 0.64
1:G:189:ALA:HB3 1:G:218:PRO:HA 1.78 0.64
1:F:139:THR:HB 1:F:142: ASN:HD22 1.63 0.64
1:D:339:ARG:HB2 | 1:D:339:ARG:NH1 2.12 0.64
1:F:125:LYS:HG2 1:F:311:GLY:HA3 1.80 0.64
1:0:128:GLU:HB2 1:0:341:ARG:HG2 1.79 0.63
1:A:133:LYS:HB3 1:A:150:1ILE:HD13 1.79 0.63

1:K:145:LYS:NZ 1:K:145:LYS:HB2 2.13 0.63

1:G:325:LYS:NZ 1:G:325:LYS:HB3 2.13 0.63
1:C:131:THR:HG22 | 1:C:340:MET:HE1 1.80 0.63
1:K:231:ARG:HH21 | 1:P:195:GLN:HE22 1.47 0.63

1:0:149:LYS:O 1:0:153:GLU:HG3 1.98 0.63
1:L:287:LYS:HD3 1:1L:314:GLU:HG3 1.81 0.63

1:1:287:LYS:HE3 1:1:314:GLU:HG3 1.81 0.62
1:K:287:LYS:HE2 1:K:314:GLU:HG3 1.79 0.62
1:F:265:LYS:HB2 1:F:268:LYS:HE2 1.81 0.62
1:J:265:LYS:HB2 1:J:268:LYS:HE2 1.80 0.62
1:K:263:ASN:HB2 1:K:289:MET:HE3 1.81 0.62
1:0:189:ALA:HB3 1:0:218:PRO:HA 1.79 0.62
1:1:143:ARG:HD3 1:1:172:ALA:HB1 1.81 0.62
1:G:265:LYS:HB2 1:G:268:LYS:HE2 1.81 0.62

1:1:99:LYS:O 1:L:103:GLN:HG3 1.99 0.62

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

1:J:137:ILE:HG12 1:J:143:ARG:HH21 1.64 0.62
1:D:134: THR:HG21 1:D:161:LYS:NZ 2.14 0.62
1:K:54:ARG:HH12 1:K:190:ASN:HB3 1.65 0.62
1:P:181:ARG:NH1 1:P:181:ARG:HB2 2.15 0.62
1:0:334:ILE:CD1 1:0:343:LYS:HG2 2.26 0.61
1:G:134:THR:OG1 1:G:159:LYS:HE2 1.99 0.61
1:E:265:LYS:HB2 1:E:268:LYS:HE2 1.82 0.61
1:C:175:GLU:HA 1:C:178:LYS:HD3 1.81 0.61
1:H:134: THR:HG21 1:H:161:LYS:HE3 1.82 0.61
1:P:134:THR:HG21 1:P:161:LYS:HE3 1.82 0.61
1:H:17:GLU:O 1:H:18:LYS:HG3 2.00 0.61
1:D:251:MET:HG3 1:D:255:LYS:HE3 1.81 0.61
1:L:334:ILE:HD11 1:L:343:LYS:HB2 1.82 0.61
1:B:265:LYS:HB2 1:B:268:LYS:HE2 1.81 0.61
1:B:339:ARG:HB2 1:B:339:ARG:NH1 2.16 0.60
1:K:252:ARG:O 1:K:256:GLU:HG2 2.00 0.60
1:J:68:ASN:ND2 1:J:71:ARG:HH22 1.98 0.60
1:M:128:GLU:OE1 | 1:M:341:ARG:HD2 2.02 0.60
1:F:90:ASP:HA 1:F:99:LYS:HD2 1.83 0.60
1:N:128:GLU:OE2 1:N:339:ARG:HD2 2.01 0.59
1:J:140:VAL:O 1:J:144:VAL:HG23 2.02 0.59
1:1:13:ARG:HG3 1:I:13:ARG:HH21 1.67 0.59
1:A:265:LYS:HB2 1:A:268:LYS:HE2 1.83 0.59
1:F:139: THR:HG22 1:F:141:GLU:H 1.67 0.59
1:N:140:VAL:O 1:N:144:VAL:HG23 2.03 0.59
1:P:131:THR:HG22 | 1:P:340:-MET:HE1 1.83 0.59
1:L:194:THR:OG1 1:L:197:GLU:HG3 2.03 0.59
1:E:149:LYS:O 1:E:153:GLU:HG3 2.03 0.59
1:1:278:VAL:O 1:1:282:GLU:HG3 2.03 0.59
1:L:13:ARG:NH2 1:L:31:ARG:HH12 2.01 0.58
1:J:104:PHE:CD2 1:J:302:GLN:HG2 2.38 0.58
1:K:90:ASP:OD1 1:K:99:LYS:HE3 2.03 0.58
1:D:8:LYS:HD3 1:D:36:GLU:OE1 2.03 0.58
1:D:48:GLU:H 1:D:302:GLN:NE2 1.99 0.58
1:M:334:ILE:HD11 1:M:343:LYS:HB2 1.85 0.58
1:0:265:LYS:HB2 1:0:268:LYS:HE2 1.85 0.58
1:B:132:ASP:HB3 | 1:B:157:VAL:HG12 1.85 0.58
1:1L:3:ARG:HA 1:L:78:ASP:HA 1.86 0.58
1:K:189:ALA:HB3 1:K:218:PRO:HA 1.86 0.58
1:0:132:ASP:HB3 | 1:0:157:VAL:HG12 1.86 0.58
1:L:90:ASP:OD1 1:L:99:LYS:HE3 2.04 0.57
1:H:104:PHE:CD2 1:H:302: GLN:HG2 2.39 0.57

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

1:H:128:GLU:HB2 1:H:341:ARG:HG2 1.86 0.57
1:J:13:ARG:N 1:J:13:ARG:HD3 2.19 0.57
1:D:134:THR:0OG1 1:D:159:LYS:HE2 2.04 0.57
1:E:194:THR:0G1 1:E:197:GLU:HG3 2.04 0.57
1:C:251:MET:HG3 1:C:255:LYS:HE3 1.85 0.57
1:G:7:VAL:CG1 1:G:71:ARG:HA 2.34 0.57
1:N:265:LYS:HB2 1:N:268:LYS:HE2 1.86 0.57
1:1:3:ARG:HA 1:1:78:ASP:HA 1.85 0.57
1:P:181:ARG:HB2 1:P:181:ARG:CZ 2.35 0.57
1:K:16:TYR:O 1:K:325:LYS:HE2 2.05 0.57
1:C:194: THR:0G1 1:C:197:GLU:HG3 2.04 0.57
1:C:3:ARG:HH11 1:C:3:ARG:HG3 1.69 0.57
1:P:265:LYS:HB2 1:P:268:LYS:HE2 1.86 0.57
1:E:189:ALA:HB3 1:E:218:PRO:HA 1.86 0.57
1:P:334:ILE:HD11 1:P:343:LYS:CD 2.35 0.57
1:1:149:LYS:O 1:1L:153:GLU:HG3 2.04 0.56
1:1:66:ILE:HG21 1:0:59:ARG:HG3 1.87 0.56
1:D:140:VAL:O 1:D:144:VAL:HG23 2.04 0.56
1:M:13:ARG:HD2 1:M:29:GLU:OE2 2.05 0.56
1:C:3:ARG:HA 1:C:78:ASP:HA 1.88 0.56
1:1:135:VAL:HA 1:1:146:GLU:OE1 2.06 0.56
1:J:137: ILE:HG12 1:J:143:ARG:NH2 2.21 0.56
1:G:321:HIS:NE2 1:G:335:GLN:NE2 2.54 0.56
1:G:194:THR:0G1 | 1:G:197:GLU:HG3 2.04 0.56
1:M:149:LYS:O 1:M:153:GLU:HG3 2.05 0.56
1:K:214:VAL:HG11 | 1:K:280:MET:HE1 1.86 0.56
1:E:5:VAL:HG22 1:E:38:VAL:O 2.06 0.56
1:E:90:ASP:0OD1 1:E:99:LYS:HE3 2.05 0.56
1:E:144:VAL:HG23 | 1:E:179:VAL:HG21 1.88 0.56
1:1:48:GLU:H 1:1:302: GLN:NE2 2.03 0.56
1:K:5:VAL:HG22 1:K:38:VAL:O 2.06 0.56
1:F:151:PHE:HB2 | 1:F:180:THR:HG22 1.88 0.56
1:K:336:ASP:CG 1:K:339:ARG:HH12 2.10 0.56
1:M:69:ALA:O 1:M:73:-MET:HG3 2.05 0.56
1:J:17:GLU:HA 1:J:325:LYS:CE 2.36 0.55
1:E:140:VAL:HG21 1:E:171:GLU:OE1 2.05 0.55
1:C:278:VAL:O 1:C:282:GLU:HG3 2.06 0.55
1:F:338:PRO:O 1:F:340:MET:HE2 2.07 0.55
1:N:66:ILE:HD11 1:N:98:LEU:HD23 1.87 0.55
1:K:194: THR:OG1 1:K:197:GLU:HG3 2.06 0.55
1:1:133:LYS:HD2 1:1:155:PHE:CE2 2.42 0.55
1:0:131:THR:HG22 | 1:0:340:MET:HE1 1.89 0.55

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

1:L:189:ALA:HB3 1:L:218:PRO:HA 1.88 0.55
1:E:3:ARG:HA 1:E:78:ASP:HA 1.88 0.55
1:E:263:ASN:HB2 1:E:289:MET:HE3 1.87 0.55
1:E:155:PHE:CD1 1:E:338:PRO:HB3 2.42 0.55
1:B:128:GLU:HB2 1:B:341:ARG:HG2 1.89 0.55
1:G:128:GLU:HB2 1:G:341:ARG:HG2 1.89 0.55
1:N:189:ALA:HB3 1:N:218:PRO:HA 1.88 0.55
1:A:149:LYS:O 1:A:153:GLU:HG3 2.07 0.54
1:J:134: THR:HG21 1:J:161:LYS:HE2 1.89 0.54
1:1:167:-LYS:NZ 1:1:167:LYS:HB2 2.22 0.54
1:1:134:THR:OG1 1:L:159:LYS:HE2 2.06 0.54
1:N:125:LYS:HG2 1:N:311:GLY:HA3 1.90 0.54
1:M:194:THR:OG1 | 1:M:197:GLU:HG3 2.07 0.54
1:B:140:VAL:O 1:B:144:VAL:HG23 2.07 0.54
1:K:3:ARG:HA 1:K:78:ASP:HA 1.88 0.54
1:M:3:ARG:HA 1:M:78:ASP:HA 1.89 0.54
1:N:8:LYS:HE2 1:N:36:GLU:OE1 2.08 0.54
1:A:3:ARG:HA 1:A:78:ASP:HA 1.88 0.54
1:B:103:GLN:HE22 1:B:272:SER:HB2 1.73 0.54
1:J:334:ILE:HD11 1:J:343:LYS:HG2 1.89 0.54
1:J:251:MET:HG3 1:J:255:LYS:NZ 2.22 0.54
1:C:191:MET:HE3 1:C:220:ARG:HA 1.90 0.54
1:J:133:LYS:HD2 1:J:155:PHE:CE2 2.43 0.54
1:G:336:ASP:0OD2 1:G:339:ARG:NH1 2.41 0.53
1:P:189:ALA:HB3 1:P:218:PRO:HA 1.90 0.53
1:K:287:LYS:HE2 1:K:314:GLU:CG 2.39 0.53
1:G:125:LYS:HE3 1:H:83:ALA:HB1 1.89 0.53
1:M:189:ALA:HB3 1:M:218:PRO:HA 1.91 0.53
1:0:134:THR:OG1 1:0:159:LYS:HE2 2.08 0.53
1:K:339:ARG:HB2 | 1:K:339:ARG:NH1 2.24 0.53
1:N:134:THR:OG1 1:N:159:LYS:HE2 2.08 0.53
1:B:196:LYS:HE3 1:C:234:SER:O 2.08 0.53
1:1:189:ALA:HB3 1:1:218:PRO:HA 1.88 0.53
1:P:334:ILE:HD11 1:P:343:LYS:HD3 1.89 0.53
1:K:150:ILE:HG22 1:K:155:PHE:HB2 1.91 0.53
1:0:334:ILE:HD11 1:0:343:LYS:CD 2.38 0.53
1:P:114:LEU:HD12 | 1:P:121:LEU:HD11 1.89 0.53
1:F:129:ILE:HG23 | 1:F:308:LEU:HD23 1.90 0.53
1:B:48:GLU:H 1:B:302:GLN:NE2 2.06 0.53
1:0:48:GLU:H 1:0:302:GLN:NE2 2.06 0.53
1:1:196:LYS:HD3 3:P:429:HOH:O 2.07 0.53
1:J:69:ALA:O 1:J:73:MET:HG3 2.09 0.53

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:189:ALA:HB3 1:B:218:PRO:HA 1.89 0.53
1:H:3:ARG:HH11 1:H:3:ARG:HG3 1.73 0.53

1:H:17:GLU:HA 1:H:17:GLU:OE1 2.07 0.53
1:1:54:ARG:HH12 1:1:190:ASN:HB3 1.73 0.53
1:E:252:ARG:O 1:E:256:GLU:HG2 2.09 0.53
1:D:278:VAL:O 1:D:282:GLU:HG3 2.09 0.53
1:H:131: THR:HG22 1:H:340:MET:CE 2.38 0.53
1:E:231:ARG:NH2 | 1:H:195:GLN:HE22 2.05 0.53
1:M:278:VAL:O 1:M:282:GLU:HG3 2.09 0.53
1:K:39:LEU:HD23 1:K:113:GLU:CD 2.30 0.52
1:G:325:LYS:HZ3 1:G:325:LYS:HB3 1.74 0.52
1:1L:69:ALA:O 1:L:73:MET:HG3 2.10 0.52
1:P:263:ASN:HB2 1:P:289:MET:-HE3 1.91 0.52
1:L:129:ILE:HG23 1:L:308:LEU:HD23 1.90 0.52
1:0:321:HIS:NE2 1:0:335:GLN:NE2 2.58 0.52
1:A:203:ARG:O 1:A:207:GLN:HG2 2.09 0.52
1:G:251:MET:HE2 | 1:G:280:ILE:HD13 1.91 0.52
1:A:131:THR:HG22 | 1:A:340:MET:HE1 1.91 0.52
1:J:131: THR:CG2 1:J:340:MET:HE1 2.36 0.52
1:P:69:ALA:O 1:P:73:MET:HG3 2.10 0.52
1:E:104:PHE:CE1 1:E:302:GLN:HA 2.45 0.52
1:C:321:HIS:H 1:C:321:HIS:HD1 1.57 0.52
1:K:181:ARG:NH1 | 1:K:181:ARG:HG2 2.23 0.52
1:F:138:ASP:0OD1 1:F:139: THR:N 2.37 0.52
1:K:48:GLU:H 1:K:302:GLN:NE2 2.08 0.52
1:D:125:LYS:HG3 1:D:126:ARG:HG3 1.92 0.52
1:A:54:ARG:HD3 3:A:422:HOH:O 2.10 0.52
1:E:214:VAL:HG11 | 1:E:280:MET:HE1 1.92 0.52
1:P:54:ARG:HH12 1:P:190:ASN:HB3 1.75 0.52
1:D:194:THR:OG1 | 1:D:197:GLU:HG3 2.09 0.52
1:P:167:LYS:O 1:P:171:GLU:HG3 2.10 0.52
1:B:104:PHE:CD2 1:B:302:GLN:HG2 2.45 0.51
1:G:155:PHE:CD1 1:G:338:PRO:HB3 2.45 0.51
1:L:125:LYS:HG2 1:L:311:GLY:HA3 1.92 0.51
1:C:133:LYS:HD2 1:C:155:PHE:CE2 2.45 0.51
1:N:203:ARG:O 1:N:207:GLN:HG2 2.09 0.51
1:1:231:ARG:O 1:N:196:LYS:NZ 2.42 0.51
1:H:3:ARG:HA 1:H:78:ASP:HA 1.91 0.51
1:G:278:VAL:O 1:G:282:GLU:HG3 2.10 0.51
1:N:143:ARG:HH11 1:N:172:ALA:CB 2.24 0.51
1:K:188:ASP:HA 1:K:216:GLU:HB3 1.92 0.51
1:F:3:ARG:HA 1:F:78:ASP:HA 1.92 0.51
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:D:17:GLU:HA 1:D:325:LYS:NZ 2.25 0.51
1:H:194: THR:OG1 1:H:197:GLU:HG3 2.09 0.51
1:G:3:ARG:HA 1:G:78:ASP:HA 1.91 0.51
1:K:67:GLU:O 1:K:70:VAL:HG22 2.11 0.51
1:C:59:ARG:HG3 1:E:66:1LE:HG21 1.93 0.51
1:B:17:GLU:HA 1:B:325:LYS:HE3 1.92 0.51
1:L:63:LEU:HD21 1:L:97:SER:OG 2.10 0.51
1:B:334:ILE:HD11 1:B:343:LYS:HB2 1.92 0.51
1:D:133:LYS:HD3 1:D:150:ILE:HG12 1.91 0.51
1:0:155:PHE:CD1 1:0:338:PRO:HB3 2.46 0.51
1:K:66:ILE:HG21 1:M:59:ARG:HG3 1.92 0.51
1:G:231:ARG:HD2 1:G:258:ALA:O 2.11 0.51
1:M:251:MET:HG3 | 1:M:255:LYS:HE3 1.93 0.51
1:M:159:LYS:HE3 1:M:188:ASP:HB2 1.93 0.51
1:D:138:ASP:OD1 1:D:139: THR:N 2.33 0.51
1:F:195:GLN:HE22 | 1:G:231:ARG:NH2 2.09 0.50
1:M:265:LYS:HB2 1:M:268:LYS:HE2 1.91 0.50
1:B:132:ASP:HB3 1:B:157:VAL:CG1 2.41 0.50
1:J:48:GLU:H 1:J:302: GLN:NE2 2.09 0.50
1:P:128:GLU:HB2 1:P:341:ARG:HG2 1.93 0.50
1:G:137:ILE:HD13 | 1:G:143:ARG:HH21 1.75 0.50
1:C:225:GLU:HG3 1:F:257:GLU:OE1 2.12 0.50
1:E:36:GLU:HG3 1:E:46:TYR:CE1 2.46 0.50
1:F:139: THR:HG22 1:F:141:GLU:N 2.26 0.50
1:K:133:LYS:HD2 1:K:155:PHE:CE2 2.46 0.50
1:K:61:GLU:H 1:K:61:GLU:CD 2.14 0.50
1:E:269:SER:O 1:E:273:ASP:HB2 2.12 0.50
1:B:327:GLU:HG2 1:B:328:VAL:N 2.26 0.50
1:C:3:ARG:HD2 1:C:76:GLY:O 2.12 0.50
1:C:189:ALA:HB3 1:C:218:PRO:HA 1.94 0.50
1:D:142:ASN:O 1:D:146:GLU:HG3 2.12 0.50
1:J:339:ARG:HB2 1:J:339:ARG:HH11 1.75 0.50
1:G:191:MET:CE 1:G:242:GLU:HG2 2.42 0.50
1:B:278:VAL:O 1:B:282:GLU:HG3 2.12 0.50
1:D:128:GLU:HB2 1:D:341:ARG:HG2 1.94 0.50
1:1:133:LYS:HD3 1:I:150:ILE:HG12 1.94 0.49
1:K:139: THR:HG22 1:K:141:GLU:H 1.77 0.49
1:K:214:VAL:HG11 1:K:289:MET:CE 2.42 0.49
1:K:196:LYS:NZ 1:N:231:ARG:O 2.45 0.49
1:B:321:HIS:NE2 1:B:335:GLN:NE2 2.59 0.49
1:N:269:SER:O 1:N:273:ASP:HB2 2.12 0.49
1:C:263:ASN:HB2 1:C:289:MET:HE3 1.93 0.49
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:222:GLU:HG3 1:D:248:PHE:CE1 2.47 0.49
1:F:194:THR:O0G1 1:F:197:GLU:HG3 2.13 0.49
1:H:189:ALA:HB3 1:H:218:PRO:HA 1.95 0.49
1:0:174:GLU:CD 1:0:208:LYS:HD3 2.32 0.49

1:P:3:ARG:HA 1:P:78:ASP:HA 1.94 0.49
1:H:125:LYS:HG2 1:H:311:GLY:HA3 1.95 0.49
1:D:251:MET:O 1:D:255:LYS:HG3 2.12 0.49
1:A:131:THR:HG22 | 1:A:340:MET:CE 2.43 0.49
1:N:334:ILE:HD11 1:N:343:LYS:HB2 1.95 0.49
1:C:196:LYS:HG2 3:C:452:HOH:O 2.13 0.49
1:C:300:ILE:HD11 1:C:318:LEU:HB3 1.95 0.49
1:H:144:VAL:O 1:H:148:LYS:HG3 2.12 0.49
1:G:174:GLU:HG2 1:G:178:LYS:HE3 1.95 0.49
1:K:342:VAL:HG22 1:K:343:LYS:N 2.27 0.49
1:E:150:ILE:HG22 1:E:155:PHE:HB2 1.94 0.49
1:0:17:GLU:OE2 1:0:325:LYS:HE2 2.13 0.49
1:1:99:LYS:O 1:1:103:GLN:HG3 2.12 0.49
1:0:132:ASP:HB3 1:0:157:VAL:CG1 2.42 0.48
1:E:188:ASP:HA 1:E:216:GLU:HB3 1.94 0.48
1:M:203:ARG:O 1:M:207:GLN:HG2 2.13 0.48
1:K:336:ASP:0OD2 1:K:339:ARG:NH1 2.41 0.48
1:K:155:PHE:CD1 1:K:338:PRO:HB3 2.48 0.48
1:P:3:ARG:HG3 1:P:3:ARG:HH11 1.78 0.48
1:0:99:LYS:O 1:0:103:GLN:HG3 2.14 0.48
1:D:336:ASP:0OD2 1:D:339:ARG:NH1 2.46 0.48
1:P:48:GLU:H 1:P:302: GLN:NE2 2.12 0.48
1:A:234:SER:O 1:D:196:LYS:HE3 2.14 0.48
1:D:181:ARG:HG2 | 1:D:181:ARG:HH11 1.78 0.48
1:N:128:GLU:HB2 | 1:N:341:ARG:HG2 1.95 0.48
1:B:17:GLU:O 1:B:18:LYS:HD3 2.14 0.48
1:1:131: THR:HG22 1:1:340:-MET:HE2 1.96 0.48
1:C:144:VAL:HG13 | 1:C:179:VAL:HG21 1.93 0.48
1:B:68:ASN:ND2 1:B:71:ARG:HH12 2.11 0.48
1:A:3:ARG:HD2 1:A:76:GLY:O 2.13 0.48
1:B:133:LYS:HD3 1:B:150:ILE:HG12 1.95 0.48
1:A:278:VAL:O 1:A:282:GLU:HG3 2.14 0.48
1:H:36:GLU:HG3 1:H:46:TYR:CE1 2.48 0.48
1:1L:193:TYR:HB3 1:1:197:GLU:HB2 1.95 0.48
1:A:336:ASP:CG 1:A:339:ARG:HH12 2.16 0.48
1:L:16:TYR:O 1:1L:325:LYS:NZ 2.42 0.48
1:B:251:MET:HG3 1:B:255:LYS:NZ 2.29 0.48
1:N:174:GLU:O 1:N:178:LYS:HG2 2.13 0.48
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:F:134:THR:O0G1 1:F:159:LYS:HE2 2.14 0.48
1:H:48:GLU:H 1:H:302: GLN:NE2 2.12 0.48
1:K:296:SER:HA 1:K:324:LEU:HD12 1.96 0.48
1:A:189:ALA:HB3 1:A:218:PRO:HA 1.95 0.48
1:G:7:VAL:HG11 1:G:71:ARG:HA 1.96 0.48
1:E:342: VAL:HG22 1:E:343:LYS:N 2.27 0.48
1:E:181:ARG:NH1 1:E:181:ARG:HB3 2.28 0.48
1:0:90:ASP:0OD1 1:0:99:LYS:HE3 2.14 0.47
1:F:239:ALA:HB2 1:F:261:TYR:HB2 1.95 0.47
1:D:269:SER:O 1:D:273:ASP:HB2 2.13 0.47
1:D:143:ARG:HH11 1:D:172:ALA:CB 2.27 0.47
1:N:278:VAL:O 1:N:282:GLU:HG3 2.14 0.47
1:1:269:SER:HB3 1:1:273:ASP:HB2 1.96 0.47
1:K:240:ALA:HB2 | 1:K:259:VAL:HG11 1.96 0.47
1:A:149:LYS:O 1:A:152:GLU:HG2 2.14 0.47
1:E:39:LEU:HD23 1:E:113:GLU:CD 2.34 0.47
1:F:63:LEU:HD21 1:F:97:SER:OG 2.14 0.47
1:J:132:ASP:HB3 1:J:157:VAL:HG12 1.94 0.47
1:E:251:MET:O 1:E:255:LYS:HG3 2.14 0.47
1:N:143:ARG:HH11 | 1:N:172:ALA:HB2 1.78 0.47
1:E:255:LYS:HE2 1:F:254:VAL:HG12 1.95 0.47
1:G:48:GLU:H 1:G:302:GLN:NE2 2.11 0.47
1:E:134:THR:HG21 1:E:161:LYS:HE3 1.95 0.47
1:1:339:ARG:HB2 1:1:339:ARG:NH1 2.29 0.47
1:M:99:LYS:O 1:M:103:GLN:HG3 2.14 0.47
1:1:338:PRO:O 1:L:340:MET:HE2 2.14 0.47
1:G:16:TYR:O 1:G:325:LYS:HE2 2.14 0.47
1:E:140:VAL:O 1:E:144:VAL:HG12 2.14 0.47
1:0:131:THR:HG22 | 1:0:340:MET:CE 2.44 0.47
1:K:3:ARG:HD2 1:K:76:GLY:O 2.14 0.47
1:P:137:ILE:HD13 | 1:P:143:ARG:HH21 1.79 0.47
1:P:144:VAL:O 1:P:148:LYS:HG3 2.14 0.47
1:N:53:PHE:O 1:N:57:GLY:HA2 2.13 0.47
1:A:143:ARG:NH2 1:A:161:LYS:O 2.35 0.47
1:K:145:LYS:HZ3 1:K:145:LYS:HB2 1.77 0.47
1:E:123:GLY:HA2 1:F:82: TYR:CE2 2.50 0.47
1:N:3:ARG:HB2 1:N:40:GLU:OE2 2.14 0.47
1:F:132:ASP:HB3 1:F:157:-VAL:HG12 1.97 0.47
1:H:321:HIS:H 1:H:321:HIS:HD1 1.62 0.47
1:J:138:ASP:OD1 1:J:139: THR:N 2.43 0.47
1:M:104:PHE:CD2 | 1:M:302:GLN:HG2 2.49 0.47
1:H:276:ALA:O 1:H:280:ILE:HG13 2.14 0.47
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:D:134: THR:HG21 1:D:161:LYS:HZ3 1.77 0.47
1:K:195:GLN:NE2 1:N:231:ARG:NH2 2.63 0.47
1:H:222:GLU:HG2 3:H:406:HOH:O 2.13 0.47
1:D:3:ARG:HA 1:D:78:ASP:HA 1.95 0.47
1:H:6:ASN:OD1 1:H:71:ARG:HD2 2.15 0.47
1:1:321:HIS:H 1:1:321:HIS:HD1 1.63 0.47
1:E:61:GLU:CD 1:E:61:GLU:H 2.18 0.47
1:D:13:ARG:HG3 1:D:13:ARG:HH11 1.78 0.47
1:L:151:PHE:HB2 | 1:L:180:THR:HG22 1.96 0.47
1:G:328:VAL:O 1:G:328:VAL:HG13 2.14 0.47
1:B:90:ASP:0OD1 1:B:99:LYS:HE3 2.14 0.47
1:H:142:ASN:O 1:H:146:GLU:HG3 2.15 0.47
1:G:228:LYS:HE2 1:G:256:GLU:O 2.15 0.47
1:B:269:SER:HB3 1:B:273:ASP:HB2 1.96 0.47
1:P:321:HIS:HD1 1:P:321:HIS:H 1.62 0.47
1:J:321:HIS:HD1 1:J:321:HIS:H 1.63 0.47
1:J:104:PHE:CG 1:J:302:GLN:HG2 2.50 0.47
1:B:222:GLU:HG3 1:D:248:PHE:CD1 2.50 0.47
1:E:166:LEU:O 1:E:170:ILE:HG13 2.14 0.47
1:P:90:ASP:0OD1 1:P:99:LYS:HE3 2.15 0.47
1:F:140:VAL:O 1:F:144:VAL:HG23 2.15 0.47
1:B:3:ARG:HA 1:B:78:ASP:HA 1.97 0.47
1:F:321:HIS:NE2 1:F:335:GLN:NE2 2.63 0.46
1:1:3:ARG:HD2 1:1:76:GLY:O 2.16 0.46
1:G:78:ASP:HB3 1:G:81:ASN:HD22 1.79 0.46
1:G:132:ASP:HB3 | 1:G:157:VAL:HG12 1.98 0.46
1:C:104:PHE:CD2 1:C:302:GLN:HG2 2.50 0.46
1:D:129:ILE:HG23 | 1:D:308:LEU:HD23 1.96 0.46
1:F:31:ARG:NH1 1:F:31:ARG:HG3 2.31 0.46
1:1:48:GLU:H 1:1:302: GLN:HE22 1.63 0.46
1:G:143:ARG:HH11 | 1:G:172:ALA:HB2 1.80 0.46
1:C:129:ILE:HG23 | 1:C:308:LEU:HD23 1.96 0.46
1:H:251:MET:HG3 1:H:255:LYS:HE3 1.96 0.46
1:0:251:MET:HG3 1:0:255:LYS:HE3 1.96 0.46
1:D:319:ASP:O 1:D:323:-MET:HG2 2.15 0.46
1:D:265:LYS:HB2 1:D:268:LYS:CE 2.44 0.46
1:J:298:LEU:HD23 1:J:298:LEU:O 2.15 0.46
1:B:128:GLU:OE1 1:B:341:ARG:HD3 2.14 0.46
1:L:15:GLU:O 1:1:325:LYS:HG2 2.16 0.46
1:L:15:GLU:HB2 1:L:325:LYS:HD?2 1.98 0.46
1:H:155:PHE:CD1 1:H:338:PRO:HB3 2.50 0.46
1:M:21:HIS:CD2 1:M:26:VAL:HG22 2.51 0.46
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:0:254:VAL:HG12 1:P:255:LYS:HE2 1.96 0.46
1:D:45:GLY:HA2 1:D:108:ASP:0OD2 2.16 0.46
1:M:342:VAL:HG22 1:M:343:LYS:N 2.30 0.46
1:A:232:PHE:HE2 1:D:232:PHE:CE2 2.33 0.46
1:C:340:MET:HE3 1:C:340:MET:N 2.30 0.46
1:D:53:PHE:O 1:D:57:GLY:HA2 2.16 0.46
1:K:262:VAL:HG23 | 1:K:286:LEU:HD21 1.97 0.46
1:F:269:SER:O 1:F:273:ASP:HB2 2.16 0.46
1:G:334:ILE:HD11 1:G:343:LYS:HB2 1.97 0.46
1:1:125:LYS:HE3 3:1:421:HOH:O 2.14 0.46
1:K:239:ALA:HB2 1:K:261:TYR:HB2 1.98 0.46
1:F:339:ARG:HB2 1:F:339:ARG:NH1 2.30 0.46
1:J:143:ARG:HH11 1:J:172:ALA:CB 2.29 0.46
1:D:13:ARG:HG3 1:D:13:ARG:NH1 2.31 0.46
1:F:31:ARG:HH11 1:F:31:ARG:HG3 1.81 0.46
1:M:321:HIS:HD1 1:M:321:HIS:H 1.64 0.46
1:G:13:ARG:HH11 1:G:13:ARG:HG2 1.81 0.46
1:G:13:ARG:O 1:G:13:ARG:HD3 2.16 0.46
1:E:145:LYS:HD3 1:E:145:LYS:C 2.35 0.46
1:A:61:GLU:H 1:A:61:GLU:CD 2.18 0.46
1:D:134: THR:HG21 1:D:161:LYS:HZ2 1.80 0.46
1:J:104:PHE:CE1 1:J:302:GLN:HA 2.50 0.46
1:A:339:ARG:NH1 | 1:A:339:ARG:HB2 2.30 0.46
1:P:104:PHE:CD2 1:P:302:GLN:HG2 2.51 0.46
1:B:225:GLU:OE2 1:C:257:GLU:HG2 2.16 0.46
1:1:321:HIS:NE2 1:1:335:GLN:NE2 2.63 0.46
1:D:66:ILE:HD11 1:D:98:LEU:HD23 1.98 0.46
1:C:3:ARG:NH1 1:C:3:ARG:HG3 2.31 0.46
1:F:117:GLN:OE1 1:F:342:VAL:CG2 2.64 0.46
1:C:21:HIS:ND1 1:C:26:VAL:HG22 2.30 0.46
1:P:183:ASP:HA 1:P:216:GLU:HB3 1.98 0.45
1:K:69:ALA:O 1:K:73:MET:HG3 2.15 0.45
1:F:287:LYS:HD?2 1:F:314:GLU:HG3 1.98 0.45
1:P:214:VAL:HG11 1:P:289:MET:CE 2.46 0.45
1:H:126:ARG:HD3 1:H:311:GLY:HA2 1.98 0.45
1:K:129:ILE:HG23 | 1:K:308:LEU:HD23 1.97 0.45
1:G:336:ASP:0O 1:G:339:ARG:NH1 2.49 0.45
1:E:3:ARG:O 1:E:40:GLU:HG3 2.17 0.45
1:L:278:VAL:O 1:1L:282:GLU:HG3 2.15 0.45
1:1:140:VAL:O 1:1:144:VAL:HG23 2.17 0.45
1:P:278:VAL:O 1:P:282:GLU:HG3 2.16 0.45
1:K:99:LYS:O 1:K:103:GLN:HG3 2.17 0.45
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1:C:104:PHE:CE1 1:C:302:GLN:HA 2.51 0.45
1:J:90:ASP:OD1 1:J:99:LYS:HE3 2.16 0.45
1:1:265:LYS:HB2 1:1:268:LYS:CE 2.43 0.45
1:P:131:THR:HG22 1:P:340:-MET:CE 2.46 0.45
1:M:13:ARG:NH2 1:M:29:GLU:OE2 2.49 0.45
1:A:321:HIS:HD1 1:A:321:HIS:H 1.64 0.45
1:0:78:ASP:HB3 1:0:81:ASN:HD22 1.82 0.45
1:0:129:ILE:HG23 | 1:0:308:LEU:HD23 1.98 0.45
1:A:194:THR:OG1 | 1:A:197:GLU:HG3 2.16 0.45
1:K:321:HIS:CE1 1:K:322:LEU:HG 2.52 0.45
1:E:99:LYS:O 1:E:103:GLN:HG3 2.17 0.45
1:C:263:ASN:HB2 1:C:289:MET:CE 2.46 0.45
1:D:68:ASN:OD1 1:D:71:ARG:NH2 2.50 0.45
1:J:128:GLU:HB2 1:J:341:ARG:HG2 1.99 0.45
1:J:191:MET:CE 1:J:242:GLU:HG2 2.45 0.45
1:G:174:.GLU:CD 1:G:208:LYS:HD3 2.37 0.45
1:C:125:LYS:HG2 1:C:311:GLY:HA3 1.99 0.45
1:M:24:GLY:O 1:M:25:SER:HB2 2.17 0.45
1:0:147:ALA:CB 1:0:176:ILE:HG23 2.47 0.45
1:D:328:VAL:O 1:D:330:ARG:HG3 2.16 0.45
1:E:214:VAL:HG11 1:E:280:-MET:CE 2.47 0.45
1:J:132:ASP:HB2 1:J:157:VAL:O 2.17 0.45
1:D:117:GLN:OE1 1:D:342:VAL:CG2 2.64 0.45
1:C:99:LYS:O 1:C:103:GLN:HG3 2.17 0.45
1:C:265:LYS:HB2 1:C:268:LYS:HE2 1.99 0.45
1:N:265:LYS:HB2 1:N:268:LYS:CE 2.47 0.44
1:K:38:VAL:HG22 1:K:44:LYS:HG2 1.99 0.44
1:1:126:ARG:HD3 1:1:311:GLY:HA2 1.99 0.44
1:0:54:ARG:O 1:0:221:ARG:NH2 2.49 0.44
1:1:132:ASP:HB3 1:1:157:VAL:HG12 1.99 0.44
1:L:334:1ILE:HD11 1:1.:343:LYS:HE3 1.97 0.44
1:K:104:PHE:CE1 1:K:302:GLN:HA 2.51 0.44
1:C:155:PHE:CD1 1:C:338:PRO:HB3 2.52 0.44
1:H:96:PRO:O 1:H:99:LYS:HB3 2.18 0.44
1:E:321:HIS:HD1 1:E:321:HIS:H 1.64 0.44
1:D:137:ILE:HG23 1:D:143:ARG:NH2 2.32 0.44
1:E:68:ASN:ND2 1:E:71:ARG:NH2 2.65 0.44
1:F:149:LYS:O 1:F:153:GLU:HG3 2.18 0.44
1:J:140:VAL:HG21 1:J:171:GLU:OE2 2.16 0.44
1:E:133:LYS:HD3 1:E:150:ILE:HG12 2.00 0.44
1:K:196:LYS:HG3 1:N:237:PRO:HG3 2.00 0.44
1:M:48:GLU:H 1:M:302:GLN:NE2 2.15 0.44
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:117:GLN:OE1 1:B:342:VAL:CG2 2.66 0.44
1:P:220:ARG:NH1 1:P:220:ARG:HG3 2.32 0.44
1:P:251:MET:HG3 1:P:255:LYS:HE3 1.99 0.44

1:D:69:ALA:O 1:D:73:MET:HG3 2.17 0.44
1:G:239:ALA:HB2 1:G:261:TYR:HB2 1.99 0.44
1:J:17:GLU:HG3 1:J:18:LYS:HG2 2.00 0.44
1:D:17:GLU:HA 1:D:325:LYS:HZ2 1.82 0.44
1:C:328:VAL:O 1:C:328:VAL:HG13 2.16 0.44
1:1:265:LYS:HE2 3:1:413:HOH:O 2.16 0.44
1:M:3:ARG:HH11 1:M:3:ARG:HG3 1.83 0.44
1:P:214:VAL:HG11 | 1:P:280:MET:HE1 1.99 0.44
1:1:132:ASP:HB3 1:1:157:VAL:CG1 2.48 0.44
1:J:53:PHE:O 1:J:57:GLY:HA2 2.18 0.44
1:H:334:ILE:HD11 1:H:343:LYS:HB2 1.98 0.44
1:C:159:LYS:HE3 1:C:188:ASP:HB2 2.00 0.44
1:N:48:GLU:H 1:N:302:GLN:NE2 2.16 0.44
1:G:298:LEU:O 1:G:298:LEU:HD23 2.18 0.44
1:E:257:GLU:OE2 1:H:225:GLU:HG3 2.17 0.44
1:M:188:ASP:HA 1:M:216:GLU:HB3 1.99 0.44
1:E:88:ILE:HG12 1:E:91:ARG:HH22 1.83 0.44
1:G:90:ASP:0OD1 1:G:99:LYS:HE3 2.18 0.44
1:0:203:ARG:O 1:0:207:GLN:HG2 2.18 0.44
1:G:15:GLU:O 1:G:325:LYS:HG2 2.17 0.44
1:P:251:MET:HE2 1:P:280:ILE:HD13 2.00 0.44
1:P:220:ARG:HH11 | 1:P:220:ARG:HG3 1.83 0.44
1:N:155:PHE:CD1 1:N:338:PRO:HB3 2.53 0.43
1:A:5:VAL:HG22 1:A:38:VAL:O 2.18 0.43
1:B:8:LYS:HD3 1:B:36:GLU:OE1 2.17 0.43
1:1:143:ARG:HG2 1:1:143:ARG:HH11 1.83 0.43
1:C:48:GLU:H 1:C:302: GLN:NE2 2.16 0.43
1:L:14:TYR:HB2 1:1L:324:LEU:HD13 2.00 0.43
1:B:231:ARG:NH1 3:B:456:HOH:O 2.51 0.43
1:F:104:PHE:CD2 1:F:302: GLN:HG2 2.53 0.43
1:C:24:GLY:O 1:C:25:SER:HB3 2.18 0.43
1:H:141:GLU:H 1:H:141:GLU:CD 2.20 0.43
1:I:251:MET:HE2 1:1:280:ILE:HD13 2.00 0.43
1:F:131:THR:HG22 | 1:F:340:MET:HE2 1.99 0.43
1:N:137:ILE:HA 1:N:143:ARG:HH21 1.82 0.43
1:0:3:ARG:HA 1:0:78:ASP:HA 1.99 0.43
1:N:90:ASP:OD1 1:N:99:LYS:HE3 2.19 0.43
1:N:319:ASP:O 1:N:323:MET:HG2 2.18 0.43
1:G:188:ASP:HA 1:G:216:GLU:HB3 2.00 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:D:39:LEU:HD23 1:D:113:GLU:CD 2.39 0.43
1:P:126:ARG:HD3 1:P:311:GLY:HA2 2.00 0.43
1:E:128:GLU:HB2 1:E:341:ARG:HG2 2.00 0.43

1:0:13:ARG:NE 1:0:29:GLU:OE2 2.51 0.43
1:P:61:GLU:H 1:P:61:GLU:CD 2.20 0.43
1:K:156:ARG:HD3 1:K:156:ARG:HA 1.89 0.43
1:H:99:LYS:O 1:H:103:GLN:HG3 2.18 0.43
1:N:133:LYS:HB3 1:N:150:ILE:HG21 1.99 0.43
1:0:188:ASP:HA 1:0:216:GLU:HB3 2.00 0.43
1:N:43:VAL:HG21 1:N:113:GLU:HG2 1.99 0.43
1:0:145:LYS:C 1:0:145:LYS:HD3 2.38 0.43
1:M:3:ARG:O 1:M:40:GLU:HG2 2.18 0.43
1:N:36:GLU:HG3 1:N:46:TYR:CE1 2.52 0.43
1:E:48:GLU:H 1:E:302:GLN:NE2 2.17 0.43
1:1:131:THR:HG22 1:1:340:MET:CE 2.48 0.43
1:1:124:GLY:HA2 3:1:440:HOH:O 2.18 0.43
1:K:125:LYS:HG2 1:K:311:GLY:HA3 2.01 0.43
1:C:196:LYS:NZ 1:F:231:ARG:O 2.51 0.43
1:L:117:GLN:OE1 1:L:342:VAL:CG2 2.67 0.43
1:D:128:GLU:OE1 1:D:341:ARG:HD3 2.19 0.43
1:A:334:1ILE:HD11 1:A:343:LYS:HD2 2.00 0.43
1:G:129:ILE:HG23 | 1:G:308:LEU:HD23 2.00 0.43
1:A:90:ASP:OD1 1:A:99:LYS:HE3 2.18 0.43
1:E:88:ILE:HG23 1:E:91:ARG:NH2 2.33 0.43
1:P:53:PHE:O 1:P:57:GLY:HA2 2.19 0.43
1:J:3:ARG:HA 1:J:78:ASP:HA 2.00 0.43
1:D:189:ALA:HB3 1:D:218:PRO:HA 2.01 0.43
1:.1:37:ILE:HD12 1:1:105:ALA:HB3 2.01 0.43
1:E:143:ARG:HH11 1:E:172:ALA:CB 2.32 0.43
1:G:145:LYS:O 1:G:145:LYS:HD2 2.18 0.43
1:M:129:ILE:HG23 | 1:M:308:LEU:HD23 2.01 0.43
1:F:336:ASP:0OD1 1:F:341:ARG:NH2 2.51 0.43
1:J:251:MET:HG3 1:J:255:LYS:HZ2 1.83 0.42
1:A:264:1LE:HD11 1:A:277:ILE:HG22 2.00 0.42
1:E:131: THR:HG22 1:E:340:-MET:CE 2.49 0.42
1:M:251:MET:HE2 | 1:M:280:ILE:HD13 2.01 0.42
1:B:222:GLU:CD 1:B:222:GLU:H 2.22 0.42
1:1:125:LYS:HG2 1:1:311:GLY:HA3 2.00 0.42
1:A:21:HIS:ND1 1:A:26:VAL:HG22 2.34 0.42
1:A:126:ARG:HD3 1:A:311:GLY:HA2 2.02 0.42
1:1:13:ARG:NH2 1:1:13:ARG:HG3 2.33 0.42
1:0:78:ASP:HB3 1:0:81:ASN:ND2 2.35 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:G:99:LYS:O 1:G:103:GLN:HG3 2.19 0.42
1:A:132:ASP:HB3 | 1:A:157:VAL:HG12 2.01 0.42
1:N:321:HIS:NE2 1:N:335:GLN:NE2 2.67 0.42
1:G:126:ARG:HD3 | 1:G:311:GLY:HA2 2.01 0.42
1:N:147:ALA:HB1 1:N:176:ILE:HG23 2.02 0.42
1:M:5:VAL:HG22 1:M:38:VAL:O 2.19 0.42
1:A:129:ILE:HG23 | 1:A:308:LEU:HD23 2.01 0.42
1:M:132:ASP:C 1:M:132:ASP:0OD1 2.58 0.42
1:H:132:ASP:C 1:H:132:ASP:OD1 2.57 0.42
1:0:36:GLU:HG3 1:0:46:TYR:CE1 2.53 0.42
1:M:48:GLU:OE1 1:M:299:GLY:HA3 2.19 0.42
1:P:300:ILE:O 1:P:304:VAL:HG23 2.20 0.42
1:G:250:VAL:HG21 | 1:G:277:ILE:HG12 2.00 0.42
1:0:239:ALA:HB2 1:0:261:TYR:HB2 2.01 0.42
1:0:196:LYS:HE2 1:0:229:PHE:CZ 2.54 0.42
1:0:104:PHE:HD1 1:0:271:ILE:HD11 1.84 0.42
1:0:147:ALA:HB1 1:0:176:1ILE:HG23 2.01 0.42
1:D:132:ASP:0OD1 1:D:132:ASP:C 2.57 0.42
1:J:131: THR:HG22 1:J:340:MET:CE 2.42 0.42
1:0:13:ARG:NH2 1:0:29:GLU:OE1 2.53 0.42
1:A:321:HIS:NE2 1:A:335:GLN:NE2 2.67 0.42
1:H:90:ASP:OD1 1:H:99:LYS:HE3 2.19 0.42
1:N:63:LEU:HD21 1:N:97:SER:OG 2.20 0.42
1:A:22:1ILE:HG13 1:A:25:SER:HB3 2.02 0.42
1:A:62:ALA:HB1 1:G:62:ALA:HB1 2.01 0.42
1:P:269:SER:O 1:P:273:ASP:HB2 2.19 0.42
1:L:265:LYS:HB2 1:L:268:LYS:CE 2.46 0.42
1:G:78:ASP:HB3 1:G:81:ASN:ND2 2.35 0.42
1:J:132:ASP:HB3 1:J:157:VAL:CG1 2.50 0.42
1:C:268:LYS:HB2 1:C:268:LYS:HE3 1.91 0.42
1:J:126:ARG:HD3 1:J:311:GLY:HA2 2.01 0.42
1:1:234:SER:O 1:M:196:LYS:HE3 2.20 0.42
1:P:132:ASP:HB3 1:P:157:VAL:HG12 2.00 0.42
1:F:188:ASP:HA 1:F:216:GLU:HB3 2.01 0.42
1:L:71:ARG:HG3 1:L:71:ARG:HH11 1.84 0.42
1:G:139:THR:OG1 | 1:G:141:GLU:HGS3 2.19 0.42
1:B:68:ASN:ND2 1:B:71:ARG:NH2 2.63 0.42
1:G:328:VAL:O 1:G:330:ARG:HG3 2.20 0.42
1:A:159:LYS:HE3 1:A:188:ASP:HB2 2.02 0.42
1:K:128:GLU:OE1 1:K:341:ARG:HD3 2.20 0.42
1:L:132:ASP:HB3 1:L:157:VAL:HG12 2.02 0.42
1:M:104:PHE:CE1 1:M:302: GLN:HA 2.55 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:J:298:LEU:HD23 1:J:298:LEU:C 2.40 0.42
1:C:69:ALA:O 1:C:73:MET:HG3 2.20 0.42
1:A:6:ASN:ND2 3:A:477:HOH:O 2.52 0.42
1:L:61:GLU:H 1:L:61:GLU:CD 2.23 0.42
1:A:339:ARG:C 1:A:340:MET:HE2 2.40 0.42
1:0:16:TYR:O 1:0:325:LYS:HE3 2.20 0.42
1:M:90:ASP:OD1 1:M:99:LYS:HE3 2.19 0.42
1:D:117:GLN:OE1 | 1:D:342:VAL:HG21 2.19 0.42
1:L:5:VAL:HG22 1:L:38:VAL:O 2.20 0.42
1:N:9:LEU:HA 1:N:34:GLU:O 2.20 0.42
1:K:29:GLU:HA 1:K:29:GLU:OE1 2.19 0.42
1:H:196:LYS:HD3 1:H:196:LYS:HA 1.88 0.42
1:E:261:TYR:CE2 1:E:287:LYS:HB3 2.55 0.42
1:1:194: THR:OG1 1:1:197:GLU:HG3 2.20 0.41
1:C:132:ASP:C 1:C:132:ASP:OD1 2.57 0.41
1:C:191:MET:SD 1:C:242:GLU:HG2 2.60 0.41
1:1:132:ASP:C 1:1:132:ASP:OD1 2.59 0.41
1:K:273:ASP:O 1:K:277:ILE:HG13 2.20 0.41
1:E:53:PHE:O 1:E:57:GLY:HA2 2.19 0.41
1:G:269:SER:O 1:G:273:ASP:HB2 2.20 0.41
1:D:131:THR:HG22 | 1:D:340:-MET:CE 2.49 0.41
1:D:149:LYS:0O 1:D:153:GLU:HG3 2.20 0.41
1:N:45:GLY:HA2 1:N:108:ASP:0OD2 2.19 0.41
1:K:278:VAL:O 1:K:282:GLU:HG3 2.20 0.41
1:1:36:GLU:HG3 1:1:46:TYR:CE1 2.56 0.41
1:1L:231:ARG:NH2 1:M:195:GLN:OE1 2.52 0.41
1:0:39:LEU:HD23 1:0:113:GLU:CD 2.40 0.41
1:1:264:1ILE:HD11 1:.1.277:ILE:HG22 2.02 0.41
1:M:125:LYS:HE3 1:N:87:GLU:OE1 2.20 0.41
1:0:159:LYS:HA 1:0:186:1LE:O 2.21 0.41
1:1:149:LYS:O 1:1:153:GLU:HG3 2.21 0.41
1:1:188:ASP:HA 1:1:216:GLU:HB3 2.03 0.41
1:K:232:PHE:HE2 1:P:232:PHE:CE2 2.38 0.41
1:G:334:ILE:O 1:G:340:-MET:HA 2.20 0.41
1:L:267-MET:HG2 3:L:413:HOH:O 2.20 0.41
1:B:53:PHE:O 1:B:57:GLY:HA2 2.20 0.41
1:E:339:ARG:HB2 1:E:339:ARG:NH1 2.35 0.41
1:G:196:LYS:HE2 1:G:229:PHE:CZ 2.55 0.41
1:A:139:THR:O 1:A:143:ARG:CG 2.66 0.41
1:H:3:ARG:HG3 1:H:3:ARG:NH1 2.34 0.41
1:E:123:GLY:HA2 1:F:82: TYR:CZ 2.55 0.41
1:N:133:LYS:HB3 1:N:150:ILE:CG2 2.50 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:0:139:THR:OG1 1:0:142:ASN:ND2 2.54 0.41
1:A:104:PHE:CD2 1:A:302:GLN:HG2 2.55 0.41
1:G:36:GLU:HG3 1:G:46:TYR:CE1 2.56 0.41

1:0:278:VAL:O 1:0:282:GLU:HG3 2.20 0.41
1:A:66:ILE:HD11 1:A:98:LEU:HD23 2.02 0.41
1:0:334:ILE:HD11 1:0:343:LYS:HD3 2.03 0.41
1:K:339:ARG:HB2 | 1:K:339:ARG:HH11 1.85 0.41

1:B:321:HIS:H 1:B:321:HIS:HD1 1.68 0.41
1:D:181:ARG:HG2 | 1:D:181:ARG:NH1 2.36 0.41
1:G:104:PHE:CD2 1:G:302:GLN:HG2 2.55 0.41

1:K:269:SER:O 1:K:273:ASP:HB2 2.21 0.41
1:A:162:VAL:HB 1:A:169:ASP:CG 2.41 0.41

1:H:278:VAL:O 1:H:282:GLU:HG3 2.21 0.41
1:P:156:ARG:HD3 1:P:156:ARG:HA 1.90 0.41
1:F:191:MET:CE 1:F:242:GLU:HG2 2.51 0.41
1:0:342:VAL:HG22 1:0:343:LYS:N 2.36 0.41

1:1:66:1ILE:HD11 1:1:98: LEU:HD23 2.03 0.41
1:0:16:TYR:HD2 1:0:29:GLU:N 2.19 0.41
1:N:174:GLU:HA 1:N:210:ILE:CD1 2.50 0.41
1:M:321:HIS:NE2 1:M:335:GLN:NE2 2.69 0.41

1:0:61:GLU:H 1:0:61:GLU:CD 2.24 0.41
1:N:174:GLU:HG2 1:N:178:LYS:NZ 2.36 0.41
1:G:13:ARG:NH1 1:G:13:ARG:HG2 2.36 0.41

1:C:21:HIS:ND1 1:C:26:VAL:CG2 2.84 0.41
1:B:117:GLN:OE1 | 1:B:342:VAL:HG21 2.21 0.41
1:F:143:ARG:HD3 1:F:172:ALA:HB1 2.03 0.41
1:F:240:ALA:HB2 | 1:F:259:VAL:HG11 2.02 0.41

1:G:143:ARG:HH11 1:G:172:ALA:CB 2.33 0.41

1:G:172:ALA:O 1:G:176:ILE:HG13 2.21 0.41

1:I:73:MET:CE 1:1:92.LEU:HD21 2.51 0.41
1:A:269:SER:HB3 1:A:273:ASP:HB2 2.02 0.41
1:M:39:LEU:HD23 1:M:113:GLU:CD 2.42 0.41
1:A:36:GLU:HG3 1:A:46:TYR:CE1 2.56 0.41
1:P:187:VAL:HG11 1:P:201:PHE:CZ 2.56 0.41

1:J:196:LYS:HA 1:J:196:LYS:HD3 1.89 0.41
1:D:262:VAL:HG23 | 1:D:286:LEU:HD21 2.03 0.41
1:D:262:VAL:CG2 | 1:D:286:LEU:HD21 2.51 0.41
1:G:336:ASP:CG 1:G:339:ARG:HH12 2.24 0.40
1:D:155:PHE:CD1 1:D:338:PRO:HB3 2.56 0.40
1:J:265:LYS:HB2 1:J:268:LYS:CE 2.49 0.40
1:1:143:ARG:NH1 1:1:143:ARG:HG2 2.36 0.40
1:E:117:GLN:OE1 1:E:342:VAL:HG23 2.21 0.40
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:P:137:ILE:HD13 1:P:143:ARG:NH2 2.36 0.40
1:N:3:ARG:HA 1:N:78:ASP:HA 2.01 0.40
1:E:239:ALA:HB2 1:E:261: TYR:HB2 2.03 0.40
1:F:267:-MET:HG2 3:F:418:HOH:O 2.21 0.40
1:J:63:LEU:HD21 1:J:97:SER:OG 2.21 0.40
1:M:9:LEU:HD22 1:M:67:GLU:HB2 2.03 0.40
1:1:196:LYS:CD 3:P:429:HOH:O 2.68 0.40
1:N:174:GLU:HA 1:N:210:ILE:HD11 2.02 0.40
1:G:162:VAL:HB 1:G:169:ASP:CG 2.42 0.40
1:G:11:LEU:O 1:G:12:LYS:HD2 2.20 0.40
1:A:127:ASP:O 1:A:341:ARG:HG3 2.20 0.40
1:1:319:ASP:O 1:1:323:MET:HG2 2.21 0.40
1:B:172:ALA:O 1:B:176:ILE:HG13 2.21 0.40
1:E:55:VAL:HA 1:E:221:ARG:HH22 1.85 0.40
1:C:279:GLU:OE1 1:D:276:ALA:HB2 2.21 0.40
1:B:132:ASP:C 1:B:132:ASP:OD1 2.60 0.40
1:K:104:PHE:CD2 1:K:302:GLN:HG2 2.56 0.40
1:G:147:ALA:CB 1:G:176:ILE:HG23 2.51 0.40
1:D:137:ILE:HA 1:D:143:ARG:HH21 1.87 0.40
1:1:129:ILE:HG23 1:1:308:LEU:HD23 2.03 0.40
1:0:140:VAL:O 1:0:144:VAL:HG23 2.22 0.40
1:N:262:VAL:CG2 | 1:N:286:LEU:HD21 2.51 0.40
1:B:104:PHE:CE1 1:B:302: GLN:HA 2.56 0.40
1:D:143:ARG:HH11 | 1:D:172:ALA:HB2 1.85 0.40
1:M:101:ALA:HA | 1:M:302:GLN:HE22 1.86 0.40
1:J:99:LYS:O 1:J:103:GLN:HG3 2.22 0.40
1:A:38:VAL:HG22 1:A:44:LYS:HG2 2.03 0.40
1:P:269:SER:HB3 1:P:273:ASP:HB2 2.03 0.40
1:M:240:ALA:HB2 | 1:M:259:VAL:HG11 2.03 0.40
1:F:178:LYS:O 1:F:181:ARG:NH1 2.54 0.40
1:1:239:ALA:HB2 1:1:261: TYR:HB2 2.04 0.40
1:K:174:GLU:HA 1:K:210:ILE:HD11 2.04 0.40
1:C:131:THR:CG2 1:C:340:MET:HE1 2.49 0.40
1:E:3:ARG:HB2 1:E:40:GLU:CD 2.42 0.40
1:E:101:ALA:HA 1:E:302: GLN:HE22 1.87 0.40
1:E:68:ASN:ND2 1:E:71:ARG:HH21 2.19 0.40
1:E:137:ILE:HG12 | 1:E:143:ARG:HH21 1.86 0.40
1:1:104:PHE:CD2 1:1:302: GLN:HG2 2.56 0.40
1:J:250: VAL:HG21 1:J:277:ILE:HG12 2.03 0.40
1:G:66:1ILE:HD11 1:G:98:LEU:HD23 2.02 0.40
1:N:13:ARG:NH1 1:N:13:ARG:HG2 2.37 0.40
1:B:63:LEU:HD21 1:B:97:SER:OG 2.21 0.40
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There are no symmetry-related clashes.

5.3 Torsion angles

5.3.1 Protein backbone (1)

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

conformation was analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A | 334/345 (97%) | 320 (96%) | 14 (4%) 0 100 [ 100
1 B 328/345 (95%) | 316 (96%) | 12 (4%) 0 |
1 C 334/345 (97%) | 320 (96%) | 14 (4%) 0 |
1 D 328/345 (95%) | 314 (96%) | 14 (4%) 0 |
1 E 326/345 (94%) | 312 (96%) | 13 (4%) | 1 (0%)

1 F 329/345 (95%) | 315 (96%) | 14 (4%) 0

1 G 326/345 (94%) | 316 (97%) | 10 (3%) 0 |
1 H 327/345 (95%) | 315 (96%) | 12 (4%) 0 |
1 I 334/345 (97%) | 320 (96%) | 14 (4%) 0 [100] [100]
1 J 327/345 (95%) | 314 (96%) | 13 (4%) 0 100] [100]
1 K 326/345 (94%) | 310 (95%) | 16 (5%) 0 |
1 L | 327/345 (95%) | 315 (96%) | 12 (4%) 0 100 ] [100]
1 M | 334/345 (97%) | 321 (96%) | 13 (4%) 0 100 [ 100
1 N | 328/345 (95%) | 312 (95%) | 16 (5%) 0 [100] [100]
1 0 327/345 (95%) | 315 (96%) | 12 (4%) 0 |
1 P 328/345 (95%) | 316 (96%) | 12 (4%) 0 |
All | Al | 5263/5520 (95%) | 5051 (96%) | 211 (4%) | 1 (0%) |

All (1) Ramachandran outliers are listed below:

Mol | Chain | Res | Type

1 E 16 | TYR
gPDER
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5.3.2 Protein sidechains (1)

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 285/292 (98%) 281 (99%) 4 (1%) 78 1|83
1 B 280/292 (96%) 274 (98%) 6 (2%)

1 C 285/292 (98%) 283 (99%) 2 (1%)
1 D 280/292 (96%) 278 (99%) 2 (1%)
1 E 278/292 (95%) | 277 (100%) 1 (0%)
1 F 281/292 (96%) 279 (99%) 2 (1%)
1 G 278/292 (95%) 273 (98%) 5 (2%)
1 H 279/292 (96%) 276 (99%) 3 (1%)
1 I 285/292 (98%) | 284 (100%) 1 (0%)
1 J 279/292 (96%) 276 (99%) 3 (1%)
1 K 278/292 (95%) 273 (98%) 5 (2%)
1 L 279/292 (96%) 276 (99%) 3 (1%)
1 M 285/292 (98%) | 285 (100%) 0

1 N 280/292 (96%) 277 (99%) 3 (1%)
1 O 279/292 (96%) | 278 (100%) 1 (0%)
1 P 280/292 (96%) 276 (99%) 4 (1%)
All All 4491/4672 (96%) | 4446 (99%) | 45 (1%)

All (45) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 61 GLU
1 A 121 LEU
1 A 167 LYS
1 A 340 MET
1 B 8 LYS
1 B 17 GLU
1 B 125 LYS
1 B 143 ARG
1 B 273 ASP
1 B 340 MET

Continued on next page...
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Mol | Chain | Res | Type
1 C 273 ASP
1 C 340 MET
1 D 8 LYS
1 D 273 ASP
1 E 196 LYS
1 F 72 GLU
1 F 273 ASP
1 G 7 VAL
1 G 12 LYS
1 G 13 ARG
1 G 68 ASN
1 G 325 LYS
1 H 17 GLU
1 H 141 GLU
1 H 273 ASP
1 I 13 ARG
1 J 13 ARG
1 J 273 ASP
1 J 340 MET
1 K 17 GLU
1 K 29 GLU
1 K 143 ARG
1 K 145 LYS
1 K 340 MET
1 L 72 GLU
1 L 232 PHE
1 L 273 ASP
1 N 13 ARG
1 N 273 ASP
1 N 340 MET
1 O 273 ASP
1 P 207 GLN
1 P 273 ASP
1 P 298 LEU
1 P 323 MET

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (78) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 68 ASN
1 A 81 ASN
1 A 142 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 A 302 GLN
1 A 335 GLN
1 B 68 ASN
1 B 81 ASN
1 B 302 GLN
1 B 335 GLN
1 C 68 ASN
1 C 81 ASN
1 C 302 GLN
1 C 335 GLN
1 D 81 ASN
1 D 142 ASN
1 D 190 ASN
1 D 195 GLN
1 D 302 GLN
1 D 335 GLN
1 E 68 ASN
1 E 81 ASN
1 E 190 ASN
1 E 302 GLN
1 E 335 GLN
1 F 81 ASN
1 F 142 ASN
1 F 195 GLN
1 F 302 GLN
1 F 335 GLN
1 G 68 ASN
1 G 81 ASN
1 G 142 ASN
1 G 195 GLN
1 G 302 GLN
1 G 335 GLN
1 H 81 ASN
1 H 142 ASN
1 H 190 ASN
1 H 195 GLN
1 H 302 GLN
1 H 335 GLN
1 I 81 ASN
1 I 142 ASN
1 I 302 GLN
1 I 335 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 J 68 ASN
1 J 81 ASN
1 J 142 ASN
1 J 302 GLN
1 J 335 GLN
1 K 81 ASN
1 K 195 GLN
1 K 302 GLN
1 K 335 GLN
1 L 81 ASN
1 L 142 ASN
1 L 302 GLN
1 L 335 GLN
1 M 21 HIS
1 M 68 ASN
1 M 81 ASN
1 M 302 GLN
1 M 335 GLN
1 N 81 ASN
1 N 142 ASN
1 N 302 GLN
1 N 335 GLN
1 0O 81 ASN
1 O 142 ASN
1 O 195 GLN
1 O 302 GLN
1 O 335 GLN
1 P 81 ASN
1 P 142 ASN
1 P 190 ASN
1 P 195 GLN
1 P 302 GLN
1 P 335 GLN

5.3.3 RNA (D

There are no RNA chains in this entry.

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

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

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 16 ligands modelled in this entry, 16 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain | Analysed | <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A 338/345 (97%) -0.19 3(0%) 811 185] |18, 28,47, 58 | 0
1 B 332/345 (96%) -0.17 7(2%) 60 65 |20,29,51,66| O
1 C 338/345 (97%) -0.12 13 (3%) 38 43 |19,30,52,62| 0O
1 D 332/345 (96%) 0.02 14 (4%) 35 39 |22,33,54,67| O
1 E 330/345 (95%) -0.10 10 (3%) 48 53 |21,31,51,65| O
1 F 333/345 (96%) -0.02 9(2%) 52 57 |20,32,52,66| O
1 G 330/345 (95%) -0.10 5(1%) 70 |74 |19,30,49,65| 0
1 H 331/345 (95%) -0.25 5(1%) 70 |74 |18,28,47,65| 0
1 I 338/345 (97%) -0.14 3(0%) |81 |85] |18,27,48,58| 0
1 J 331/345 (95%) -0.14 9(2%) 52 57 |19,29,50,64| 0
1 K 330/345 (95%) -0.06 10 (3%) 48 53 |22,32,51,65| O
1 L 331/345 (95%) -0.11 5(1%) 70 |74 |22,33,52,64| 0
1 M 338/345 (97%) -0.11 10 (2%) 48 53 | 20,30,53,64 | O
1 N 332/345 (96%) -0.04 11 (3%) 44 49 |21,31,53,66| O
1 0 331/345 (95%) -0.12 8 (2%) 56 61 | 18,30,49,63| 0
1 P 332/345 (96%) -0.14 5(1%) 70 |74 |18,30,49,65| 0
All | Al | 5327/5520 (96%) | -0.11 | 127 (2%) 56 61 | 18,30,51,67| O

All (127) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
19 | PRO 7.5
19 | PRO 6.1
28 SER 6.0
18 LYS 5.6
327 | GLU 4.8
Continued on next page...
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Mol | Chain | Res | Type | RSRZ
1 N 327 | GLU 4.8
1 D 18 LYS 4.7
1 K 327 | GLU 4.7
1 D 327 | GLU 4.7
1 B 18 LYS 4.4
1 N 325 | LYS 4.4
1 P 18 LYS 4.4
1 O 327 | GLU 4.3
1 C 26 | VAL 4.3
1 C 24 | GLY 4.3
1 G 327 | GLU 4.2
1 D 19 | PRO 4.2
1 E 328 | VAL 4.1
1 C 18 LYS 4.0
1 N 28 | SER 3.9
1 H 18 LYS 3.9
1 K 17 | GLU 3.8
1 G 13 | ARG 3.8
1 K 328 | VAL 3.8
1 F 17 | GLU 3.8
1 M 343 | LYS 3.7
1 C 20 | PHE 3.5
1 B 152 | GLU 3.5
1 C 17 | GLU 3.5
1 B 327 | GLU 3.5
1 C 28 | SER 3.4
1 C 19 | PRO 3.4
1 L 327 | GLU 3.4
1 F 328 | VAL 3.4
1 J 140 | VAL 3.4
1 B 19 | PRO 3.4
1 D 17 | GLU 3.3
1 C 343 | LYS 3.3
1 N 17 | GLU 3.3
1 N 13 | ARG 3.2
1 P 140 | VAL 3.2
1 D 16 | TYR 3.2
1 J 18 LYS 3.2
1 D 152 | GLU 3.2
1 E 17 | GLU 3.2
1 N 152 | GLU 3.2
1 J 328 | VAL 3.1

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
1 F 28 | SER 3.1
1 B 17 | GLU 3.1
1 D 15 | GLU 3.1
1 C 27 | SER 3.0
1 G 343 | LYS 3.0
1 L 28 | SER 3.0
1 N 15 | GLU 3.0
1 P 141 | GLU 3.0
1 B 145 | LYS 2.9
1 K 145 | LYS 2.9
1 M 24 | GLY 2.8
1 K 343 | LYS 2.8
1 M 18 LYS 2.8
1 D 145 | LYS 2.8
1 J 145 | LYS 2.8
1 J 327 | GLU 2.8
1 D 325 | LYS 2.8
1 J 152 | GLU 2.8
1 M 17 | GLU 2.7
1 N 16 | TYR 2.7
1 O 17 | GLU 2.7
1 G 328 | VAL 2.7
1 F 325 | LYS 2.7
1 A 24 | GLY 2.7
1 D 13 | ARG 2.7
1 O 13 | ARG 2.7
1 K 15 | GLU 2.7
1 C 21 HIS 2.6
1 A 18 LYS 2.6
1 M 26 | VAL 2.6
1 E 343 | LYS 2.6
1 K 29 | GLU 2.6
1 E 144 | VAL 2.6
1 F 15 | GLU 2.6
1 O 343 | LYS 2.5
1 C 152 | GLU 2.5
1 E 16 | TYR 2.5
1 A 21 HIS 2.5
1 F 343 | LYS 2.5
1 J 343 | LYS 2.4
1 H 17 | GLU 2.4
1 L 328 | VAL 2.4

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
1 J 13 | ARG 2.4
1 F 327 | GLU 2.4
1 J 29 | GLU 2.4
1 H 16 | TYR 2.4
1 C 22 ILE 24
1 O 16 | TYR 2.3
1 L 141 | GLU 2.3
1 M 152 | GLU 2.3
1 O 328 | VAL 2.3
1 E 31 | ARG 2.3
1 C 25 | SER 2.3
1 M 328 | VAL 2.3
1 N 145 | LYS 2.3
1 E 152 | GLU 2.3
1 H 140 | VAL 2.2
1 K 16 | TYR 2.2
1 M 19 | PRO 2.2
1 E 141 | GLU 2.2
1 D 29 | GLU 2.2
1 M 181 | ARG 2.2
1 I 24 | GLY 2.2
1 O 145 | LYS 2.2
1 N 328 | VAL 2.1
1 M 27 | SER 2.1
1 G 342 | VAL 2.1
1 H 141 | GLU 2.1
1 E 13 | ARG 2.1
1 P 139 | THR 2.1
1 B 140 | VAL 2.1
1 I 25 | SER 2.1
1 D 141 | GLU 2.1
1 L 144 | VAL 2.1
1 D 328 | VAL 2.0
1 D 324 | LEU 2.0
1 I 21 HIS 2.0
1 K 152 | GLU 2.0
1 N 72 | GLU 2.0
1 K 325 | LYS 2.0

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

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

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
2 | MC A [ 401 | 1/T | 013 | LI0 26.26,26.26 0
2 MG C 401 1/1 0.13 1.00 24,24,24,24 0
2 MG I 401 1/1 0.10 -0.28 26,26,26,26 0
2 | MG P | 401 | 1/1 | 0.10 | -0.39 | 25.25,25,25 0
2 MG M 401 1/1 0.11 -0.45 27,27,27,27 0
2 MG J 401 1/1 0.10 -0.60 27,27,27,27 0
2 | MG O | 401 | 1/T | 0.0 | -0.62 | 27272727 0
2 MG H 401 1/1 0.09 -0.70 25,25,25,25 0
2 MG L 401 1/1 0.09 | -0.96 29,29,29,29 0
2 | MG N | 401 | 1/T | 008 | -1.12 | 29,29,29,29 0
2 MG F 401 1/1 0.09 -1.33 29,29,29,29 0
2 | MG B | 401 | 1/1 | 007 | -1.64 | 27272727 0
2 MG G 401 1/1 0.08 -1.75 26,26,26,26 0
2 MG D 401 1/1 0.07 | -2.03 28,28,28,28 0
2 MG E 401 1/1 0.07 | -2.54 29,29,29,29 0
2 MG K 401 1/1 0.06 | -2.85 30,30,30,30 0

6.5 Other polymers (i)

There are no such residues in this entry.
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