WDRLDWI

2PDB

PRDTEIN DATA BANK

Full wwPDB X-ray Structure Validation Report (i)

Jan 31, 2016 — 10:22 PM GMT

PDBID : 1T8W
Title : Crystal Structure of E. coli AMP Nucleosidase
Authors : Zhang, Y.; Cottet, S.E.; Ealick, S.E.
Deposited on :  2004-05-13
Resolution : 2.80 A(reported)

This is a Full wwPDB X-ray Structure 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/validation /2016 /XrayValidationReportHelp
with specific help available everywhere you see the (1) symbol.
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Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) :  trunk26865



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

Page 2 Full wwPDB X-ray Structure Validation Report 1T8W

1 Overall quality at a glance (i)

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

The reported resolution of this entry is 2.80 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 . 21
Ramachandran outliers NN | I 1.5%
Sidechain outliers N I D 6.4%
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 102246 2827 (2.80-2.80)
Ramachandran outliers 100387 2782 (2.80-2.80)
Sidechain outliers 100360 2784 (2.80-2.80)

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

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 484 58% 34% . 5%
1 B 484 57% 36% . 5%
1 C 484 60% 32% . 5%
1 D 484 58% 35% . 5%
1 D) 484 58% 35% . 5%
1 F 484 58% 33% . 5%
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 22064 atoms, of which 0
are hydrogens and 0 are deuteriums.

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

atoms.

e Molecule 1 is a protein called AMP nucleosidase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 161 ggzaél 23017 614\111 6(;1 g S4e 0 0 0
1 B 161 ggzaél 23017 614\111 6(;1 g S4e 0 0 0
1 ¢ 161 ggzaél 23017 614\111 6(;1 ? S4e 0 0 0
1 b 161 ggzaél 23017 614\111 6(;1 2 S4e 0 0 0
LRt R R
B Rt R R

There are 24 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 138 MSE MET | MODIFIED RESIDUE | UNP P15272
A 260 MSE MET | MODIFIED RESIDUE | UNP P15272
A 302 MSE MET | MODIFIED RESIDUE | UNP P15272
A 404 MSE MET | MODIFIED RESIDUE | UNP P15272
B 138 MSE MET | MODIFIED RESIDUE | UNP P15272
B 260 MSE MET | MODIFIED RESIDUE | UNP P15272
B 302 MSE MET | MODIFIED RESIDUE | UNP P15272
B 404 MSE MET | MODIFIED RESIDUE | UNP P15272
C 138 MSE MET | MODIFIED RESIDUE | UNP P15272
C 260 MSE MET | MODIFIED RESIDUE | UNP P15272
C 302 MSE MET | MODIFIED RESIDUE | UNP P15272
C 404 MSE MET | MODIFIED RESIDUE | UNP P15272
D 138 MSE MET | MODIFIED RESIDUE | UNP P15272
D 260 MSE MET | MODIFIED RESIDUE | UNP P15272
D 302 MSE MET | MODIFIED RESIDUE | UNP P15272
D 404 MSE MET | MODIFIED RESIDUE | UNP P15272
E 138 MSE MET | MODIFIED RESIDUE | UNP P15272

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

Chain | Residue | Modelled | Actual Comment Reference
E 260 MSE MET | MODIFIED RESIDUE | UNP P15272
E 302 MSE MET | MODIFIED RESIDUE | UNP P15272
E 404 MSE MET | MODIFIED RESIDUE | UNP P15272
F 138 MSE MET | MODIFIED RESIDUE | UNP P15272
F 260 MSE MET | MODIFIED RESIDUE | UNP P15272
F 302 MSE MET | MODIFIED RESIDUE | UNP P15272
F 404 MSE MET | MODIFIED RESIDUE | UNP P15272
e Molecule 2 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

2 A 22 99 99 0 0
Total O

2 B 37 a7 a7 0 0
Total O

2 C 33 23 33 0 0
Total O

2 D 30 20 30 0 0
Total O

2 E 24 94 94 0 0
Total O

2 F 30 20 30 0 0
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5%

34%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates

58%

Full wwPDB X-ray Structure Validation Report

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
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

3 Residue-property plots (i)

e Molecule 1: AMP nucleosidase

Note EDS was not executed.

Page 5
Chain A:

9.4 9921 6LEQ 08Y | 6D [ |
V) | g9gT 1 85U 1 mmﬁ wmﬁ
$L4 #92H 698Y | egpd 124
e €9ZH 1 z8hd 9.4 L92L £0%a $8%Y
mE 4144 99€EA 1 1 9921 [ | | e8pd
192d 8Lbd o €LV | s9gT 00%A z8hd
69d 092K LLYL & T $9CH | 668V 18%d
89d 1 9.7 . TLL £9ZH 86c4 [ |
[ | 9gz) 09D QLT oL z9zY [ ] 8Lhd
991 1 64ES 1 69d 192d g6EN LL%L
| %98 08zI | 8gEA | 0L%1 89d 09zH [ | 994
£99 | evey LGET 6974 1 mmma $8€H GLy1
| gea 8ved 9geM | sopa 991 16TT wLoN
mms 1 mmma 19%9 | 998 087d mmus + mms_
1671 Lg2N | oopE £99 | 6vIL
988 1 1 2GER q9%Y | zoa 8HTL 08e1 69€Y 0L%1
| 6gd 8HIL 18271 ﬂmmq 9% % mmz :mE iza [ | 6974
%9k L¥1d | ogev £9%1 I 852 99 | 89pa
€A 1 62CI 9ved 1 €9A 8ETH PAzact | goga | L9%D
zsd SETH 82Tk 1 09%1 zsd 818 [ | $9€8 9973
1 \.mmﬂ_ ﬂwﬂ | 6SHY 1 9ETY hmuz £9€D S9%Y
l 89y | ggra $9%Y
8oy €220 ageT 1 8p) PETT 6221 I €991
LpY TETT (244! 1 9g%1 LpY EETL 82k 09€D [ ]
[ | :-:m | Teer 18€1 1 1 zETT hmum 63€S 09%1
! ozzh [ ogen | 1998 et T€TH | sseA | 69EV
| eva 821a 612 6¢EH 09%S | ewa | ogrs £22a 1881 8374
mZ 1211 1 1 mmﬁ mﬁ 6219 mmﬁ 9 1891
9zTA 9TTH 9zey 8z1a ggelL | 9g¥d
981 | 9T | qred 1 bhvd 9€1 1211 )24t [ | 98%1
[ | bT1d HITA ooyt I 1 9ZTA [ | 2SER | wawh
zeI €21k | eted 1 ze1 | etk fAzact 1987 £8%1
18V ze1d ziza £1eh 9%V 18V ve1d 1120 [ | | zevH |
4 1120 | zies 095 X493 0TzZA ovea 1678
r 0z1E 01ZA 11€9 | 6swh r ze1d 60Tk [ | 0858
A 61TH 60Tk 1 8EHd Lev | oTeTr 802H THEI [ |
9z L osTTh 802H S0EH <P} 9zA 0gTa L0TL [ | 9%va
1 L1718 | L0zl 1 % szA 6TTH 90Tk ggeT 1228
L 9TTd 902k 101 e = N 1 | sTTh [ | o
zea STTh 00EM 1 = 15 [adct \.mﬂm omm> | ehbu
12k HITA F | e6zn €91 12k THHN
[ | I 102A 8620 0gbd % 1 BITA 0024 9zey 95V
81a (433 00zd | L6Td 62H) s} 81a 1 [ | 0%%h
Lo 1 661d 9624 8¢va = Lo 6079 £61d [ |
9T 6019 1 | g6z1 12%S o 9Ty 1 Z6TL L8V
| gra 80TA 26TL $6TA 1 o | qra GOTA g1eh 98%)
BT S«m | 1619 1 «mﬁ M HTT %011 | zies mmﬂ
e 90T 06TL 162H L oew €071 1188
zth S0TA 1 1 ﬂi - [41) 1 1874 omﬂ_ 1891
[ %011 1874 82N [T 861 9871 08¥%d
o0td €011 9811 . g8es S0va .. otd 1 q8TY 90£0 421
6L ZOTL a8Ty z8ed Cwomm 6L 64 [ | S0EH 82%a
81 1 1829 mmg < 81 1 :mE hm%
86N l = 06d f
1 I 868y ) m 684 691S 00gH #TH1
694 aL1a 8.21 1 <2 o 88L 8914 662 €21
881 1 G6EN ) = 181 [ | [ |
mm: amuu M _nha 1 962Y JS
l €8k
114 1921 ) (@) 1 f 115Y

RLDWIDE

SPDB

PROTEIN DATA BANK

W


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

Full wwPDB X-ray Structure Validation Report 1T8W

Page 6

AMP nucleosidase

e Molecule 1

5%

32%

60%

o mm- N
- N o
=] Ll

Chain C

@
]

Thd

9€I

CEI
TEY

3

LTV

219’8

P11

[41]

=
=
[

[
%1

T1STT

6%TL

8ETH

9ETYH

YETT

CTETT

621D
8T1a
211
9TTA

¥C1d
€TTA

0z1a
6TTH

L11S

STTh
BITA

CI1I

607D
80TX

9070
SOTA

€071
COTL

86N

64

T6'T

06d
684

28S

o8y

192d
[4:tds
1828

0621
6%CV

004

S6T2

€6T1d
C6TL

06TL

L1874
9871

SL1a

TLEY

69€d

L9€eY%
99€A

09€D
6SES

L8€1
9GeN
SGEL

TGER
18€7T

oved

TPeI

SeeT

0gEA
6Z€H

ozed

2]
z1Es
11838
018Y

90€D
SO€H

10€1

66CA

962H

v6cA

T6CH

82N

+

e Molecule 1

TLTD

L9CL
99TI

Y9CH
£9CH
44 4

78vY

LLYL

TLVY

0L¥%1
69%4

L9%D
99%d
SOPY
oY
£9%1

09%I

897y

9GPI

T9va
0S%S

ovva

3

THYN
15444

LEPT

vevE

6274
8T¥va
LT%S

14441

90%S
S0%d

AMP nucleosidase

£0%a

00%A

86€Yd

S6EN

6.€d

5%

35%

58%

Chain D

[4ES

3
3

8vY
ALY

vva

(474

9€I

{439
1eY

3

LTV

scA

(44
12k

81ad

9TH

P11

[41}

01d

81

1871

6%1L

EVIL

8ETW

E€ETL
TETT

9TTA

Leen |
¥C1d
3493

08y

Y9CH
£€9TM
(414
T9¢d
092

€921

082I

8¥%ca
LETN
6ccl

82Tk
Lged

(444

Z6TL

06TL

9LTY

041d
6918
8974

6.ea

69¢€Y

99€A

aslos

TOEY
09€D
6GES

LGET
99eY
SSEL

TSER
TSeT

9oced

Ll

TIEd

90€0
GOEH

€0€I

TOET
00€M

962

8N

8.TI

TLTD

L9TL
9921

£8%4

LLYL
9L%Y

i 25208
€L%Y

0L%1
6974

L9%D
99%3
S9%Y
25iS

GEVI

TEPT
0€%d

8T%a
LTHS

4]
Tyl

90%S

£0%a

00%A

864

S6EN

v8vy

AMP nucleosidase

e Molecule 1

5%

.

35%

58%

Chain E

LLa

1811

L¥1d
T4

8ETH

9ETH
SETa
PETT
€ETL
CETT

8T1a

9TTA

¥C1d
€TTA

0zTa
6TTH

L11S

STTD
BITA

CI1I

607D
80Tk

SOTA

€071

10171

86N

06d

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1T8W

Page 7

092K

€921

0821

8¥cH
LETN
T€T1
8CTA
Lged
9ges

€cea
(444

0zzh

9TCTH

Y1CA

(424
TTea
0TCA
60TA
80cH

90Tk

004

€61d
T6TL

06TL

L8TH
98711

S.1Q

€LTH

89€d
L9gY
99€A

£9€D

1

6GES

LGET
9GEN
SGEL

CTGER
TSET

oved
Ther
Lged

9ged
geeT

e1ed

T1€d
0T€Y

90€0
SOEH

TOET
00X

Létd
96cH

08TA
8.cI
[k4]
89V
L9TL
99C1
Y9CH
E£9CH

(44
T92d

LLYL
9L%Y

YLV
0L%1
L9%D
99%3
SOPY
oY
€9%1
09%1
8G%Y
eisia

1sva
0S%S

ovva
214728
i4477S
£vvY
(47474}
15441
SEPI
1€91
S48
82¥%a
LT%S
wTv1
§45728

(431}
135414

90%S

£0%a

00%A

86€Y

S6EN
veed

06€S

TLEY

78%Y

8%d
18%d
08%3

e Molecule 1

8L%d

AMP nucleosidase

5%

33%

58%

Chain I

684

(4

LLA

3

Thd

9€I

{40
1334

3

LTV
9TA
(48

{44y
TCk

810

9TH

711

[41]

01d
6L
81

OLTV

0813

Ly1d

8ETW

E€ETL

CTETT
€13

ozta
6TTH

L11S

YITA

CITI

08cTA

TLTD

L9TL
9921

¥9CH
€£9CH
414 4
19¢d

LgeyH

it
[4et4

06TI

8vca
Leah
6221
8TTk
Lged

€zea
(4448

ozeh

9TCTH

4148

crea
T12d

60Tk
80CH

90Tk

i

102A

66Td
86Th

€6Td
CT6TL

L1874
98T1
S8TY

86¢€Y

S6EN

€64

beex
£8EM

69€Y

99€A
efeloks
$9€d

65€S

LS€1
9gex
GSEL

Ll

LPEN
ovex

TYEL
Lged

9€ed
GeeT

82ed

CTEH

£1€h

T1€d
01ed

90€0
GO0EH

3

00gM
66TA

962

2621

78%Y

8L%d
LLYL
9L%Y
ST

0L%1
L9%D

99%3
S9%Y

€991

09%1

8974
LSYI

€971

T893
0S8¥%S
6%¥I

ovva
17429
Yvvd

THHN
THHY
0%%h

8E€%d
LEPT
9EPN
SEYI

TEPT
0€%d
6T%Y
8T¥a
LT¥S

{4441

45729

(4574}
13524

90%S
S07d

£0%a
Z0%I

00%A

O

R LDWIDE
PROTEIN DATA BANK

W



Page 8

Full wwPDB X-ray Structure Validation Report

4 Data and refinement statistics (i)

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

Property Value Source
Space group [4 Depositor
Cell constants 271.80A 271.80A 113.40A .
Depositor
a, b, c,a, 3,7 90.00° 90.00° 90.00°
Resolution (A) 25.93 — 2.80 Depositor
7 Data completencss 93.7 (25.93-2.80) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Reym 0.06 Depositor
Refinement program CNS 1.1 Depositor
R, Rree 0.223 , 0.245 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 22064 wwPDB-VP
Average B, all atoms (A2) 91.0 wwPDB-VP
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5 Model quality (i)

5.1 Standard geometry (i)

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 | pyiay | 4171 <5 | RMSZ | #]2] >5
1 A 0.41 0/3738 0.62 0/5088

1 B 0.42 0/3738 0.62 0/5088

1 C 0.43 0/3738 0.64 0/5088

1 D 0.42 0/3738 0.63 0/5088

1 E 0.43 0/3738 0.63 0/5088

1 F 0.43 0/3738 0.62 0/5088

All All 0.42 | 0/22428 | 0.63 | 0/30528

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

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3648 0 3576 171 0
1 B 3648 0 3576 177 0
1 C 3648 0 3576 155 0
1 D 3648 0 3576 162 0
1 E 3648 0 3576 168 0
1 F 3648 0 3576 171 0
2 A 22 0 0 1 0
2 B 37 0 0 3 0
2 C 33 0 0 3 0
2 D 30 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
2 E 24 0 0 2 0
2 F 30 0 0 2 0
All All 22064 0 21456 924 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including

hydrogen atoms). The all-atom clashscore for this structure is 21.

All (924) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.
Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:192:THR:HG21 1:A:264:HIS:NE2 1.74 1.02
1:F:361:ARG:HB2 1:F:365:GLU:HG2 1.42 1.00
1:C:190: THR:CG2 1:C:192: THR:HB 1.91 1.00
1:A:190: THR:CG2 1:A:192: THR:HB 1.93 0.99
1:D:190: THR.:CG2 1:D:192: THR:HB 1.92 0.98
1:C:192:THR:HG21 1:C:264:HIS:NE2 1.78 0.98
1:B:192:THR:HG21 1:B:264:HIS:NE2 1.80 0.96
1:B:190: THR:CG2 1:B:192: THR:HB 1.93 0.96
1:D:192: THR:HG21 1:D:264:HIS:NE2 1.78 0.96
1:F:192: THR:HG21 1:F:264:HIS:NE2 1.82 0.95
1:E:190: THR:CG2 1:E:192: THR:HB 1.96 0.95
1:F:190: THR:CG2 1:F:192: THR:HB 1.97 0.93
1:E:192:THR:HG21 1:E:264:HIS:NE2 1.83 0.92
1:D:190: THR:HG22 1:D:192: THR:HB 1.50 0.91
1:C:190: THR:HG22 1:C:192:THR:HB 1.51 0.91
1:A:202:LEU:HD13 | 1:A:460:1ILE:HD11 1.54 0.90
1:C:18:ASP:O 1:C:22:GLU:HG2 1.73 0.89
1:A:190: THR:HG22 1:A:192: THR:HB 1.53 0.89
1:A:131:GLU:HB2 1:B:441:ALA:HB3 1.54 0.88
1:A:477:THR:HB 1:F:395:ASN:HD21 1.39 0.87
1:B:192:THR:HG21 1:B:264:HIS:HE?2 1.37 0.87
1:A:437:LEU:HD12 1:A:437:LEU:H 1.40 0.86
1:B:18:ASP:O 1:B:22:GLU:HG2 1.75 0.86
1:B:32:1LE:HD11 1:B:123:TYR:HB2 1.58 0.86
1:A:18:ASP:O 1:A:22:GLU:HG2 1.76 0.85
1:B:192:THR:HG21 1:B:264:HIS:CD2 2.09 0.85
1:F:192: THR:HG21 1:F:264:HIS:CD2 2.12 0.84
1:A:441:ALA:HB3 1:B:131:GLU:HB2 1.60 0.84
1:A:132:.LEU:HB3 | 1:A:134:LEU:HD13 1.57 0.84
1:E:18:ASP:O 1:E:22:GLU:HG2 1.79 0.83
1:A:395:ASN:HD21 1:F:477:-THR:HB 1.43 0.83

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

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:326:ARG:HH11 | 1:F:326:ARG:HG2 1.45 0.81
1:E:192:THR:HG21 1:E:264:HIS:CD2 2.14 0.81
1:A:32:ILE:HD11 1:A:123: TYR:HB2 1.63 0.81
1:F:18:ASP:O 1:F:22:GLU:HG2 1.80 0.80
1:E:190: THR:HG22 1:E:192: THR:HB 1.63 0.80
1:D:18:ASP:O 1:D:22:GLU:HG2 1.81 0.80
1:E:202:LEU:HD13 | 1:E:460:ILE:HD11 1.66 0.78
1:D:190: THR:HG23 | 1:D:262:ALA:HB3 1.66 0.78
1:A:435:ILE:HG21 | 1:B:185:ARG:HH22 1.46 0.78
1:F:8:LEU:HD12 1:F:12:GLN:HE21 1.49 0.78
1:F:190: THR:HG22 1:F:192: THR:HB 1.63 0.78
1:A:326:ARG:HG2 | 1:A:326:ARG:HH11 1.48 0.77
1:C:192:THR:HG21 1:C:264:HIS:CD2 2.18 0.77
1:D:192: THR:HG21 1:D:264:HIS:CD2 2.19 0.77
1:B:190: THR:HG22 1:B:192: THR:HB 1.66 0.77
1:C:32:ILE:HD11 1:C:123:TYR:HB2 1.65 0.77
1:A:192: THR:HG21 1:A:264:HIS:CD2 2.18 0.77
1:B:134:LEU:HD23 | 1:B:138:MSE:HB3 1.66 0.77
1:E:135:ASP:HA 1:F:443:ARG:HH21 1.49 0.77
1:F:32:ILE:HD11 1:F:123:TYR:HB2 1.65 0.77
1:D:127:ILE:HD13 1:D:132:LEU:HG 1.67 0.77
1:F:134:LEU:HD23 | 1:F:138:MSE:HB3 1.65 0.77
1:B:202:LEU:HD13 | 1:B:460:ILE:HD11 1.65 0.77
1:A:356:LYS:HG2 1:A:366:VAL:HG11 1.66 0.77
1:B:132:LEU:HB3 1:B:134:LEU:HD13 1.67 0.76
1:E:326:ARG:HG2 | 1:E:326:ARG:HH11 1.50 0.76
1:F:356:LYS:HG2 1:F:366: VAL:HG11 1.68 0.76
1:E:134:LEU:HD23 | 1:E:138:MSE:HB3 1.68 0.76
1:D:134:LEU:HD23 | 1:D:138:MSE:HB3 1.67 0.76
1:D:32:1ILE:HD11 1:D:123: TYR:HB2 1.68 0.75
1:F:132:LEU:HB3 1:F:134:LEU:HD13 1.68 0.75
1:F:202:.LEU:HD13 | 1:F:460:ILE:HD11 1.66 0.75
1:A:8:LEU:HD12 1:A:12:GLN:NE2 2.01 0.75
1:F:190: THR:HG23 | 1:F:262:ALA:HB3 1.69 0.75
1:D:395:ASN:HD22 | 1:E:478:PHE:HD1 1.35 0.74
1:F:8:LEU:HD12 1:F:12:GLN:NE2 2.01 0.74
1:A:8:LEU:HD12 1:A:12:GLN:HE21 1.53 0.74
1:E:32:ILE:HD11 1:E:123:TYR:HB2 1.70 0.73
1:E:44:GLU:O 1:E:48:LYS:HG2 1.88 0.73
1:B:186:LEU:O 1:B:190: THR:HB 1.87 0.73
1:C:44:GLU:O 1:C:48:LYS:HG2 1.89 0.73
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:F:430:PRO:HA 1:F:435:1LE:HG12 1.68 0.73
1:C:241:ALA:HB2 2:C:489:HOH:O 1.88 0.73
1:D:9:THR:H 1:D:12:GLN:HE21 1.36 0.73
1:A:435:ILE:CG2 1:B:185:ARG:HH22 2.01 0.72
1:B:326:ARG:HH11 | 1:B:326:ARG:HG2 1.54 0.72
1:B:477:THR:HB 1:C:395:ASN:HD21 1.54 0.72
1:A:190:THR:HG23 | 1:A:262:ALA:HB3 1.70 0.71
1:E:190:THR:HG23 | 1:E:262:ALA:HB3 1.71 0.71
1:C:8:LEU:HD12 1:C:12: GLN:NE2 2.05 0.71
1:B:395:ASN:HD21 1:C:477: THR:HB 1.56 0.71
1:B:361:ARG:HB3 1:B:365:GLU:CD 2.11 0.71
1:D:186:LEU:O 1:D:190: THR:HB 1.91 0.71
1:B:69:PRO:O 1:B:76:ARG:HD2 1.89 0.71
1:F:127.ILE:HD13 1:F:132:LEU:HG 1.73 0.71
1:A:134:LEU:HD23 | 1:A:138:MSE:HB3 1.72 0.70
1:B:361:ARG:HB3 1:B:365:GLU:OE2 1.91 0.70
1:D:356:LYS:HG2 | 1:D:366:VAL:HG11 1.73 0.70
1:E:8:LEU:HD12 1:E:12:GLN:HE21 1.57 0.70
1:D:44:GLU:O 1:D:48:LYS:HG2 1.91 0.70
1:A:186:LEU:O 1:A:190:THR:HB 1.91 0.70
1:F:65:.THR:HB 1:F:68:PRO:HG3 1.73 0.70
1:F:134:LEU:HB3 1:F:138:MSE:CB 2.21 0.70
1:B:8:LEU:HD12 1:B:12: GLN:NE2 2.06 0.70
1:B:364:GLU:HG2 1:C:469:ARG:NH2 2.06 0.70
1:C:65:THR:HB 1:C:68:PRO:HG3 1.73 0.70
1:C:8:LEU:HD12 1:C:12:GLN:HE21 1.56 0.69
1:F:151:LEU:HD13 1:F:151:LEU:H 1.57 0.69
1:A:44:GLU:O 1:A:48:LYS:HG2 1.92 0.69
1:B:356:LYS:HG2 1:B:366:VAL:HG11 1.73 0.69
1:A:360:GLY:O 1:A:362:PRO:HD3 1.92 0.69
1:E:190: THR:HG21 1:E:192: THR:HB 1.73 0.69
1:C:127:.ILE:HG22 1:C:129:GLY:O 1.92 0.69
1:E:65:THR:HB 1:E:68:PRO:HG3 1.75 0.69
1:C:28:LEU:HD13 | 1:C:126:VAL:HG21 1.75 0.68
1:B:132:LEU:HB3 1:B:134:LEU:CD1 2.22 0.68
1:B:44:GLU:O 1:B:48:LYS:HG2 1.92 0.68
1:C:326:ARG:HG2 | 1:C:326:ARG:HH11 1.57 0.68
1:E:8:LEU:HD12 1:E:12:GLN:NE2 2.09 0.68
1:A:185:ARG:HH22 | 1:B:435:ILE:HG21 1.59 0.68
1:B:134:LEU:HB3 1:B:138:MSE:HB2 1.76 0.68
1:F:131:GLU:H 1:F:131:GLU:CD 1.97 0.68
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:B:134:LEU:HB3 1:B:138:MSE:CB 2.24 0.67
1:D:326:ARG:HG2 | 1:D:326:ARG:HH11 1.59 0.67
1:C:190: THR:HG21 1:C:192: THR:HB 1.76 0.67
1:E:356:LYS:HB3 1:E:362:PRO:HB3 1.77 0.67
1:A:228:TYR:CG 1:A:265:LEU:HD13 2.30 0.67
1:E:28:LEU:HD13 | 1:E:126:VAL:HG21 1.76 0.67
1:F:44:GLU:O 1:F:48:LYS:HG2 1.95 0.67
1:C:186:LEU:O 1:C:190: THR:HB 1.94 0.67
1:E:134:LEU:HB3 1:E:138:MSE:CB 2.24 0.67
1:D:8:LEU:HD12 1:D:12:GLN:NE2 2.09 0.67
1:C:190:THR:HG23 | 1:C:262:ALA:HB3 1.75 0.67
1:B:356:LYS:HE2 1:B:363:GLY:O 1.95 0.67
1:D:9:THR:H 1:D:12:GLN:NE2 1.92 0.67
1:A:443:ARG:HD3 | 1:B:133:THR:HG22 1.76 0.67
1:E:119:HIS:ND1 1:E:177:ARG:NH2 2.43 0.67
1:E:442: ASN:ND?2 1:E:445: TYR:HB3 2.10 0.66
1:E:69:PRO:O 1:E:76:ARG:HD?2 1.95 0.66
1:C:69:PRO:O 1:C:76:ARG:HD2 1.94 0.66
1:D:134:LEU:HB3 1:D:138:MSE:CB 2.25 0.66
1:F:296:ARG:HD3 | 1:F:484:ARG:OXT 1.94 0.66
1:E:356:LYS:HE2 1:E:363:GLY:O 1.96 0.66
1:D:477: THR:HB 1:E:395:ASN:HD21 1.59 0.66
1:D:65: THR:HB 1:D:68:PRO:HG3 1.78 0.66
1:B:9:THR:H 1:B:12: GLN:HE21 1.44 0.66
1:B:364:GLU:HG2 | 1:C:469:ARG:HH21 1.59 0.66
1:E:305:HIS:HB2 1:E:427:SER:HB3 1.77 0.65
1:C:134:LEU:HD23 | 1:C:138:MSE:HB3 1.78 0.65
1:A:65:THR:HB 1:A:68:PRO:HG3 1.78 0.65
1:B:352:TYR:CE2 1:B:356:LYS:HE3 2.30 0.65
1:A:134:LEU:HB3 1:A:138:MSE:CB 2.26 0.65
1:A:443:ARG:HG2 1:A:444:PHE:CE1 2.30 0.65
1:B:8:LEU:HD12 1:B:12: GLN:HE21 1.61 0.65
1:C:36:ILE:HA 1:C:138:MSE:HE1 1.79 0.65
1:E:9:THR:H 1:E:12:GLN:HE21 1.44 0.65
1:F:69:PRO:O 1:F:76:ARG:HD2 1.97 0.65
1:A:69:PRO:O 1:A:76:ARG:HD2 1.96 0.64
1:B:65: THR:HB 1:B:68:PRO:HG3 1.80 0.64
1:A:463:LEU:HD22 | 1:A:470:LEU:HD13 1.79 0.64
1:C:202:LEU:HD13 | 1:C:460:ILE:HD11 1.79 0.64
1:D:69:PRO:O 1:D:76:ARG:HD2 1.98 0.64
1:B:310:ARG:H 1:B:313:GLN:NE2 1.96 0.64

Continued on next page...




Page 14

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:F:105:TYR:O 1:F:109:GLY:HA2 1.97 0.64
1:F:190: THR:HG21 1:F:192: THR:HB 1.80 0.63
1:E:135:ASP:HA 1:F:443:ARG:NH2 2.13 0.63
1:E:186:LEU:O 1:E:190: THR:HB 1.99 0.63
1:A:280:VAL:HG11 | 1:A:381:ARG:NH1 2.13 0.63
1:E:72:ARG:NH1 1:E:103:LEU:HD22 2.12 0.63
1:D:437:LEU:HD13 | 1:D:440:GLN:OE1 1.99 0.63
1:E:9:THR:H 1:E:12:GLN:NE2 1.96 0.63
1:D:335:LEU:HD21 | 1:D:341:ILE:HD11 1.80 0.63
1:D:202:LEU:HD13 | 1:D:460:ILE:HD11 1.79 0.63
1:B:105:TYR:O 1:B:109:GLY:HA2 1.99 0.62
1:F:206:TYR:HB3 1:F:209: TYR:HD?2 1.64 0.62
1:A:132:LEU:HB3 1:A:134:LEU:CD1 2.29 0.62
1:F:134:LEU:HB3 1:F:138:MSE:HB2 1.82 0.62
1:F:128:ASP:O 1:F:129:GLY:O 2.17 0.62
1:F:186:LEU:O 1:F:190: THR:HB 1.99 0.62
1:A:356:LYS:HB3 1:A:362:PRO:HB3 1.81 0.62
1:D:128:ASP:O 1:D:129:GLY:O 2.17 0.62
1:C:356:LYS:HG2 1:C:366:VAL:HG11 1.80 0.62
1:E:250:ILE:O 1:E:250:ILE:HG22 1.99 0.62
1:D:228:TYR:CG 1:D:265:LEU:HD13 2.34 0.62
1:D:105:TYR:O 1:D:109:GLY:HA2 2.00 0.62
1:B:237:ASN:HD21 | 1:B:248:GLU:HB2 1.64 0.61
1:A:9:THR:H 1:A:12:GLN:HE21 1.48 0.61
1:C:9:THR:H 1:C:12:GLN:HE21 1.48 0.61
1:A:305:HIS:HB2 1:A:427:SER:HB3 1.81 0.61
1:E:27:ALA:HB1 1:E:51:LEU:CD2 2.30 0.61
1:D:77.PHE:CE2 1:D:104:LEU:HD22 2.34 0.61
1:E:105:TYR:O 1:E:109:GLY:HA2 2.00 0.61
1:C:237:ASN:HD21 | 1:C:248:GLU:HB2 1.65 0.61
1:E:355:THR:O 1:E:359:SER:HB3 2.00 0.61
1:A:477:THR:HB 1:F:395:ASN:ND2 2.12 0.61
1:E:36:ILE:HG23 1:E:138:MSE:HE1 1.82 0.61
1:C:187:ARG:HG3 | 1:C:187:ARG:HH11 1.66 0.61
1:E:228:TYR:CG 1:E:265:LEU:HD13 2.35 0.61
1:A:105:TYR:O 1:A:109:GLY:HA?2 2.00 0.61
1:D:237:ASN:HD21 | 1:D:248:GLU:HB2 1.65 0.61
1:F:187:ARG:HG3 | 1:F:187:ARG:HH11 1.66 0.61
1:B:16:LYS:HD3 1:B:114:VAL:HB 1.81 0.61
1:B:9:THR:H 1:B:12: GLN:NE2 1.99 0.61
1:F:27:ALA:HB1 1:F:51:LEU:HD22 1.83 0.61
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:D:477:'THR:HG22 | 1:E:398:ARG:HD3 1.83 0.60
1:F:355:THR:O 1:F:359:SER:HB3 2.02 0.60
1:A:190: THR:HG21 1:A:192: THR:HB 1.78 0.60
1:A:237:ASN:HD21 | 1:A:248:GLU:HB2 1.67 0.60
1:E:16:LYS:HD3 1:E:114:VAL:HB 1.83 0.60
1:D:190: THR:HG21 1:D:192: THR:HB 1.82 0.60
1:B:28:LEU:HD13 | 1:B:126:VAL:HG21 1.83 0.60
1:F:206:TYR:HB3 1:F:209:TYR:CD2 2.37 0.60
1:D:52:PHE:O 1:D:120:GLU:HA 2.02 0.60
1:B:361:ARG:HH11 | 1:B:361:ARG:HB2 1.67 0.60
1:E:268:ALA:HB3 2:E:493:HOH:O 2.02 0.60
1:B:463:LEU:HD22 | 1:B:470:LEU:HD13 1.84 0.99
1:B:250:1LE:O 1:B:250:ILE:HG22 2.02 0.59
1:C:463:LEU:HD22 | 1:C:470:LEU:HD13 1.83 0.59
1:D:430:PRO:HA 1:D:435:ILE:HG12 1.83 0.59
1:D:190: THR:HG22 1:D:192: THR:CB 2.28 0.59
1:E:42:PRO:HA 2:E:497:HOH:O 2.02 0.59
1:C:296:ARG:HD3 | 1:C:484:ARG:OXT 2.03 0.59
1:F:253:LEU:HD21 1:F:257:LYS:NZ 2.18 0.99
1:A:61:TRP:CZ3 1:A:63:GLY:HA2 2.38 0.59
1:E:134:LEU:HB3 1:E:138:MSE:HB3 1.84 0.99
1:A:185:ARG:NH2 | 1:B:435:ILE:HG21 2.17 0.59
1:A:9:THR:H 1:A:12:GLN:NE2 2.01 0.58
1:D:8:LEU:HD12 1:D:12:GLN:HE21 1.67 0.58
1:F:305:HIS:HB2 1:F:427:SER:HB3 1.84 0.58
1:C:190: THR:HG22 1:C:192: THR:CB 2.30 0.58
1:D:134:LEU:HB3 1:D:138:MSE:HB2 1.84 0.58
1:B:72:ARG:NH1 1:B:103:LEU:HD?22 2.19 0.58
1:C:250:1LE:HG22 1:C:250:1LE:O 2.03 0.58
1:C:150:GLU:O 1:C:151:LEU:HB2 2.03 0.58
1:F:306:CYS:HB3 1:F:424.LEU:HD13 1.85 0.58
1:F:250:ILE:HG22 1:F:250:ILE:O 2.03 0.58
1:A:296:ARG:HD3 | 1:A:484:ARG:OXT 2.03 0.58
1:A:36:ILE:HA 1:A:138:MSE:HE1 1.86 0.58
1:E:151:LEU:HD21 1:F:430:PRO:O 2.04 0.58
1:B:151:LEU:HD23 2:B:490:HOH:O 2.03 0.58
1:B:266:1LE:H 1:B:266: ILE:HD12 1.69 0.58
1:F:237:ASN:HD21 | 1:F:248:GLU:HB2 1.68 0.57
1:E:237:ASN:HD21 | 1:E:248:GLU:HB2 1.69 0.57
1:F:310:ARG:H 1:F:313:GLN:NE2 2.01 0.57
1:B:313:GLN:HB2 1:B:429:LYS:NZ 2.19 0.57
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:359:SER:HA 1:E:451:GLU:OFE1 2.04 0.57
1:D:36:1LE:HG23 1:D:138:MSE:HE1 1.87 0.57
1:B:237:ASN:ND2 1:B:248:GLU:HB2 2.20 0.57
1:C:355:THR:O 1:C:359:SER:HB3 2.04 0.57
1:B:206: TYR:HB3 1:B:209:TYR:HD2 1.69 0.57
1:E:335:LEU:HD21 | 1:E:341:ILE:HD11 1.86 0.57
1:B:359:SER:HA 1:B:451:GLU:OE1 2.03 0.57
1:C:21:TYR:O 1:C:25:VAL:HG12 2.05 0.57
1:D:437:-LEU:HB2 1:D:440:GLN:CD 2.24 0.57
1:F:313:GLN:HB2 1:F:429:LYS:NZ 2.19 0.57
1:C:465:ALA:C 1:C:467:GLY:H 2.06 0.57
1:A:134:LEU:HB3 1:A:138:MSE:HB2 1.86 0.57
1:C:335:LEU:HD21 | 1:C:341:ILE:HD11 1.87 0.57
1:B:206: TYR:HB3 1:B:209:TYR:CD2 2.38 0.57
1:F:266:ILE:H 1:F:266:1ILE:HD12 1.69 0.57
1:D:187:ARG:HH11 | 1:D:187:ARG:HG3 1.69 0.57
1:C:52:PHE:O 1:C:120:GLU:HA 2.04 0.57
1:B:478:PHE:HD1 | 1:C:395:ASN:HD22 1.52 0.57
1:C:306:CYS:HB3 | 1:C:424:LEU:HD13 1.85 0.57
1:A:22:GLU:O 1:A:26:VAL:HG23 2.05 0.57
1:A:21:TYR:O 1:A:25:VAL:HG12 2.04 0.57
1:B:52:PHE:O 1:B:120:GLU:HA 2.05 0.57
1:C:61:TRP:CZ3 1:C:63:GLY:HA?2 2.40 0.57
1:D:134:LEU:H 1:D:134:LEU:CD1 2.18 0.57
1:B:357:LEU:HD13 | 1:B:458: ARG:NH1 2.19 0.57
1:D:208:ARG:HD3 1:D:446:GLU:OE1 2.05 0.56
1:C:131:GLU:CB 1:D:441:ALA:HB1 2.35 0.56
1:F:326:ARG:HG2 1:F:326:ARG:NH1 2.19 0.56
1:B:36:ILE:HA 1:B:138:MSE:HE1 1.87 0.56
1:E:36:1ILE:HG23 1:E:138:MSE:CE 2.35 0.56
1:A:77:PHE:CE2 1:A:104:LEU:HD22 2.40 0.56
1:A:52:PHE:O 1:A:120:GLU:HA 2.05 0.56
1:D:237:ASN:ND2 1:D:248:GLU:HB2 2.20 0.56
1:D:355:THR:O 1:D:359:SER:HB3 2.06 0.56
1:C:105:TYR:O 1:C:109:GLY:HA2 2.06 0.56
1:B:190: THR:HG22 1:B:192: THR:N 2.20 0.56
1:E:356:LYS:HG2 1:E:366:VAL:HG11 1.88 0.56
1:A:250:ILE:O 1:A:250:ILE:HG22 2.06 0.56
1:B:127:ILE:HD13 1:B:132:LEU:HG 1.87 0.56
1:A:355:THR:O 1:A:359:SER:HB3 2.06 0.56
1:D:305:HIS:HB2 1:D:427:SER:HB3 1.87 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:469:ARG:HG2 | 1:A:469:ARG:HH11 1.71 0.56
1:B:187:ARG:HG3 | 1:B:187:ARG:HH11 1.71 0.56
1:A:151:LEU:HD22 1:A:151:LEU:N 2.20 0.56
1:D:28:LEU:HD13 | 1:D:126:VAL:HG21 1.87 0.55
1:C:130:SER:HB2 1:D:441:ALA:HB2 1.88 0.55
1:B:430:PRO:HA 1:B:435:1ILE:HG12 1.87 0.55
1:A:228:TYR:CD1 | 1:A:265:LEU:HD13 2.40 0.55
1:F:31:ALA:HB1 1:F:42:PRO:HG3 1.86 0.55
1:A:208:ARG:NH1 1:A:449:1LE:HD12 2.20 0.55
1:A:395:ASN:HD22 | 1:F:478:PHE:HD1 1.54 0.55
1:F:36:ILE:HA 1:F:138:MSE:HE1 1.88 0.55
1:E:465:ALA:C 1:E:467:GLY:H 2.08 0.55
1:E:296:ARG:HD3 | 1:E:484:ARG:OXT 2.06 0.55
1:F:16:LYS:HD3 1:F:114:VAL:HB 1.89 0.55
1:D:61. TRP:CZ3 1:D:63:GLY:HA2 2.42 0.55
1:D:14:LEU:HD11 1:D:98:ASN:HB2 1.89 0.55
1:D:250:ILE:O 1:D:250:ILE:HG22 2.06 0.55
1:D:83:TYR:HA 1:D:169:SER.:O 2.06 0.55
1:E:134:LEU:HB3 1:E:138:MSE:HB2 1.88 0.55
1:F:305:HIS:CE1 1:}:438:PRO:HG2 2.41 0.55
1:D:119:HIS:ND1 1:D:177:ARG:NH2 2.53 0.55
1:E:266:ILE:H 1:E:266:1LE:HD12 1.70 0.55
1:A:190: THR:HG22 1:A:192: THR.:CB 2.32 0.55
1:D:395:ASN:HD21 1:E:477: THR:HB 1.71 0.55
1:E:52:PHE:O 1:E:120:GLU:HA 2.05 0.55
1:E:228:TYR:CD1 | 1:E:265:LEU:HD13 2.42 0.55
1:C:14:LEU:HD11 1:C:98:ASN:HB2 1.88 0.55
1:B:364:GLU:.CG 1:C:469:ARG:NH2 2.70 0.55
1:B:27:ALA:HB1 1:B:51:LEU:HD22 1.89 0.55
1:E:280:VAL:HG11 | 1:E:381:ARG:NHI1 2.22 0.55
1:F:227:PRO:O 1:F:229:1LE:HG23 2.06 0.55
1:A:465:ALA:C 1:A:467:GLY:H 2.10 0.55
1:B:123:TYR:CG 1:B:124:PRO:HD3 2.42 0.55
1:D:296:ARG:HD3 | 1:D:484:ARG:OXT 2.07 0.54
1:E:310:ARG:H 1:E:313:GLN:NE2 2.05 0.54
1:C:9:THR:H 1:C:12: GLN:NE2 2.03 0.54
1:E:427:SER:O 1:E:428:ASP:HB3 2.07 0.54
1:B:14:LEU:HD11 1:B:98:ASN:HB2 1.90 0.54
1:B:465:ALA:C 1:B:467:GLY:H 2.09 0.54
1:C:357:LEU:HD13 | 1:C:458:ARG:NHI1 2.23 0.54
1:C:208:ARG:HD3 1:C:446:GLU:OE1 2.07 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:21:TYR:O 1:E:25:VAL:HG12 2.07 0.54
1:D:127:1LE:HD13 1:D:132:LEU:CG 2.36 0.54
1:F:61:TRP:CZ3 1:F:63:GLY:HA2 2.43 0.54
1:F:208:ARG:HD3 1:F:446:GLU:OE1 2.07 0.54
1:C:441:ALA:HB3 1:D:131:GLU:HB2 1.89 0.54
1:C:31:ALA:HB1 1:C:42:PRO:HG3 1.90 0.54
1:B:73:ALA:O 1:B:476:ARG:HD2 2.08 0.54
1:D:469:ARG:NH2 1:E:364:GLU:HB2 2.22 0.54
1:C:123:TYR:CG 1:C:124:PRO:HD3 2.42 0.54
1:B:266:1LE:HG22 1:B:267:THR:N 2.22 0.54
1:D:21:TYR:O 1:D:25:VAL:HG12 2.08 0.54
1:C:53:VAL:HG11 1:C:117:SER:O 2.08 0.54
1:E:190: THR:HG22 1:E:192: THR:N 2.22 0.54
1:C:237:ASN:ND2 1:C:248:GLU:HB2 2.22 0.54
1:E:313:GLN:HB2 1:E:429:LYS:NZ 2.23 0.54
1:F:228: TYR:CG 1:F:265:LEU:HD13 2.42 0.54
1:B:21:TYR:O 1:B:25:VAL:HG12 2.06 0.54
1:B:305:HIS:HB2 1:B:427:SER:HB3 1.89 0.54
1:B:122:PRO:HA 1:B:147:PRO:O 2.07 0.54
1:B:190:THR:HG23 | 1:B:262:ALA:HB3 1.89 0.54
1:E:134:LEU:N 1:E:134:LEU:HD12 2.23 0.54
1:F:237:ASN:ND2 1:F:248:GLU:HB2 2.23 0.54
1:E:237:ASN:ND2 1:E:248:GLU:HB2 2.22 0.54
1:C:27:ALA:HB1 1:C:51:LEU:HD22 1.90 0.54
1:D:427:SER:O 1:D:428:ASP:HB3 2.08 0.54
1:B:437.LEU:HD12 | 1:B:440:GLN:OFE1 2.07 0.54
1:E:22:GLU:O 1:E:26: VAL:HG23 2.08 0.53
1:B:355: THR:O 1:B:359:SER:HB3 2.08 0.53
1:A:36:ILE:HG23 1:A:138:MSE:CE 2.37 0.53
1:C:16:LYS:HD3 1:C:114:VAL:HB 1.89 0.53
1:F:356:LYS:CG 1:F:366:VAL:HG11 2.38 0.53
1:D:395:ASN:ND2 1:E:478:PHE:H 2.06 0.53
1:B:335:LEU:HD21 | 1:B:341:ILE:HD11 1.89 0.53
1:F:346:GLU:H 1:F:346:GLU:CD 2.11 0.53
1:D:132:LEU:HB3 | 1:D:134:LEU:HD13 1.90 0.93
1:C:56:SER:HB2 1:C:117:SER:HB3 1.90 0.53
1:A:16:LYS:HD3 1:A:114:VAL:HB 1.91 0.53
1:C:305:HIS:HB2 1:C:427:SER:HB3 1.90 0.53
1:A:346:GLU:CD 1:A:346:GLU:H 2.12 0.53
1:A:335:LEU:HD21 | 1:A:341:ILE:HD11 1.90 0.53
1:B:478:PHE:H 1:C:395:ASN:ND2 2.06 0.53
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Atom-1 Atom-2 distance (A) | overlap (A)

1:F:52:PHE:O 1:F:120:GLU:HA 2.08 0.53
1:D:73:ALA:O 1:D:476:ARG:HD?2 2.09 0.53
1:A:361:ARG:CD 1:A:361:ARG:H 2.21 0.53
1:D:465:ALA:C 1:D:467:GLY:H 2.12 0.53
1:F:362:PRO:O 1:F:365:GLU:HB3 2.08 0.53
1:F:465:ALA:C 1:F:467:GLY:H 2.12 0.53
1:F:437.:LEU:N 1:F:437:LEU:HD12 2.23 0.53
1:F:27:ALA:HB1 1:F:51:LEU:CD2 2.38 0.53
1:C:228: TYR:HB3 | 1:C:265:LEU:HD22 1.89 0.53
1:F:60: THR:HG23 1:F:82:SER:OG 2.09 0.53
1:B:296:ARG:HD3 | 1:B:484:ARG:OXT 2.08 0.53
1:D:360:GLY:O 1:D:362:PRO:HD3 2.09 0.53
1:A:28:LEU:HD13 | 1:A:126:VAL:HG21 1.90 0.53
1:D:357:LEU:HD13 | 1:D:458:ARG:NH1 2.23 0.53
1:F:427:SER:O 1:F:428:ASP:HB3 2.09 0.53
1:A:227:PRO:O 1:A:229:ILE:HG23 2.08 0.53
1:E:123: TYR:O 1:E:126:VAL:HG22 2.09 0.53
1:A:237:ASN:ND2 1:A:248:GLU:HB2 2.23 0.53
1:A:27:ALA:HB1 1:A:51:LEU:CD2 2.39 0.53
1:F:216: TRP:O 1:F:220:GLN:HG2 2.09 0.53
1:E:190: THR:HG22 1:E:192: THR:CB 2.35 0.52
1:E:208:ARG:NH2 1:E:212:GLU:OE1 2.42 0.52
1:C:251:SER:HA 2:C:501:HOH:O 2.09 0.52
1:D:31:ALA:HB1 1:D:42:PRO:HG3 1.91 0.52
1:A:134:LEU:HB3 1:A:138:MSE:HB3 1.91 0.52
1:A:352: TYR:CE2 1:A:356:LYS:HE3 2.45 0.52
1:D:352: TYR:CE2 1:D:356:LYS:HE3 2.45 0.52
1:F:53:VAL:HG13 1:F:117:SER:OG 2.09 0.52
1:A:53:VAL:HG13 1:A:117:SER:OG 2.09 0.52
1:D:51:LEU:HD13 1:D:52:PHE:CE2 2.45 0.52
1:F:359:SER:HA 1:F:451:GLU:OE1 2.09 0.52
1:C:151:LEU:HD21 1:D:430:PRO:O 2.09 0.52
1:F:28:LEU:HD13 1:F:126: VAL:HG21 1.91 0.52
1:F:305:HIS:HB3 1:F:445:TYR:CZ 2.45 0.52
1:A:398:ARG:HD2 1:F:476:ARG:O 2.10 0.52
1:B:356:LYS:CG 1:B:366:VAL:HG11 2.39 0.52
1:A:395:ASN:ND2 1:F:477:-THR:HB 2.19 0.52
1:B:70:LYS:HB3 1:C:312:SER:HB2 1.92 0.52
1:E:313:GLN:HB2 1:E:429:LYS:HZ1 1.73 0.52
1:D:72:ARG:NH1 1:D:103:LEU:HD22 2.24 0.52
1:A:231:LEU:HD12 1:A:264:HIS:O 2.10 0.52
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1:A:131:GLU:CD 1:A:131:GLU:H 2.13 0.52
1:D:27:ALA:HB1 1:D:51:LEU:HD22 1.91 0.52
1:E:53:VAL:HG13 1:E:117:SER:OG 2.09 0.52
1:A:119:HIS:ND1 1:A:177:ARG:NH2 2.57 0.52
1:E:14:LEU:HD11 1:E:98:ASN:HB2 1.92 0.52
1:E:83:TYR:HA 1:E:169:SER:O 2.10 0.51
1:F:134:LEU:HB3 1:F:138:MSE:HB3 1.92 0.51
1:F:347:VAL:O 1:F:351:LEU:HD22 2.11 0.51
1:E:442: ASN:ND?2 1:E:445:TYR:CB 2.74 0.51
1:E:208:ARG:HD3 1:E:446:GLU:OE1 2.10 0.51
1:B:261:PRO:HB2 1:B:263: TRP:CZ3 2.44 0.51
1:B:357:LEU:HD13 | 1:B:458:ARG:HH11 1.75 0.51
1:E:53:VAL:HG11 1:E:117:SER:O 2.11 0.51
1:D:425:CYS:HB2 1:D:452:HIS:CE1 2.45 0.51
1:A:437:LEU:HD12 1:A:437:LEU:N 2.17 0.51
1:B:477:THR:HB 1:C:395:ASN:ND2 2.22 0.51
1:B:51:LEU:HD13 1:B:52:PHE:CE2 2.46 0.51
1:A:27:ALA:HB1 1:A:51:LEU:HD22 1.91 0.51
1:A:451:GLU:O 1:A:455:ILE:HG13 2.10 0.51
1:D:71:THR:CG2 1:E:367:LYS:HB3 2.40 0.51
1:C:119:HIS:ND1 1:C:177:ARG:NH2 2.59 0.51
1:A:187:ARG:HG3 | 1:A:187:ARG:HH11 1.75 0.51
1:A:185:ARG:HH22 1:B:435:ILE:CG2 2.24 0.51
1:D:71: THR:HG23 1:E:367:LYS:HB3 1.93 0.51
1:F:119:HIS:ND1 1:F:177:ARG:NH2 2.58 0.51
1:A:326:ARG:HG2 | 1:A:326:ARG:NH1 2.22 0.51
1:B:227:PRO:O 1:B:229:ILE:HG23 2.11 0.51
1:D:346:GLU:CD 1:D:346:GLU:H 2.15 0.51
1:B:477:THR:HG22 | 1:C:398:ARG:HD3 1.92 0.50
1:E:463:LEU:HD22 | 1:E:470:LEU:HD13 1.92 0.50
1:F:190: THR:HG22 1:F:192: THR:N 2.24 0.50
1:D:436:LYS:C 1:D:437:LEU:HD12 2.32 0.50
1:B:119:HIS:ND1 1:B:177:ARG:NH2 2.59 0.50
1:B:228: TYR:CG 1:B:265:LEU:HD13 2.46 0.50
1:E:202:LEU:HD13 1:E:460:ILE:CD1 2.40 0.50
1:E:326:ARG:NH2 1:E:335:LEU:O 2.44 0.50
1:E:123: TYR:CG 1:E:124:PRO:HD3 2.47 0.50
1:A:359:SER:HA 1:A:451:GLU:OFE1 2.10 0.50
1:D:306:CYS:HB3 | 1:D:424:LEU:HD13 1.93 0.50
1:F:9:THR:H 1:F:12:GLN:NE2 2.10 0.50
1:D:36:ILE:HG23 1:D:138:MSE:CE 2.41 0.50
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1:F:313:GLN:HB2 1:}:429:LYS:HZ1 1.76 0.50
1:C:72:ARG:NH1 1:C:103:LEU:HD22 2.26 0.50
1:D:227:PRO:O 1:D:229:ILE:HG23 2.12 0.50
1:D:260:-MSE:HG2 1:D:278:1ILE:HA 1.93 0.50
1:F:122:PRO:HA 1:F:147:PRO:O 2.12 0.50
1:F:151:LEU:HD13 1:F:151:LEU:N 2.23 0.50
1:C:356:LYS:CG 1:C:366: VAL:HG11 2.42 0.50
1:C:51:LEU:HD13 1:C:52:PHE:CE2 2.47 0.50
1:F:436:LYS:C 1:F:437:-LEU:HD12 2.32 0.50
1:E:216:TRP:O 1:E:220:GLN:HG2 2.11 0.50
1:F:280:VAL:HG11 | 1:F:381:ARG:NH1 2.26 0.50
1:D:453:LEU:O 1:D:457:ILE:HG13 2.11 0.50
1:A:134:LEU:H 1:A:134:LEU:CD1 2.25 0.50
1:B:27:ALA:HB1 1:B:51:LEU:CD2 2.42 0.50
1:F:357:LEU:HD13 | 1:F:458:ARG:NH1 2.27 0.50
1:C:280:VAL:HG11 | 1:C:381:ARG:NH1 2.26 0.50
1:F:190: THR:HG22 1:F:192: THR:CB 2.37 0.49
1:A:437:LEU:CD1 1:A:437:LEU:H 2.20 0.49
1:E:357:LEU:HD13 | 1:E:458:ARG:NH1 2.27 0.49
1:B:190: THR:HG21 1:B:192: THR:HB 1.86 0.49
1:F:463:LEU:HD22 | 1:F:470:LEU:HD13 1.94 0.49
1:E:187:ARG:HG3 | 1:E:187:ARG:HH11 1.77 0.49
1:C:60: THR:HG23 1:C:82:SER:OG 2.12 0.49
1:C:190: THR:HG22 1:C:192: THR:N 2.28 0.49
1:E:36:ILE:HA 1:E:138:MSE:HE1 1.94 0.49
1:C:131:GLU:HB3 1:D:441:ALA:HB1 1.92 0.49
1:A:120:GLU:OE1 1:A:147:PRO:HG3 2.12 0.49
1:D:206:TYR:HB3 1:D:209: TYR:HD2 1.77 0.49
1:A:266:ILE:HG22 1:A:267: THR:N 2.28 0.49
1:E:31:ALA:HB1 1:E:42:PRO:HG3 1.93 0.49
1:D:16:LYS:HD3 1:D:114:VAL:HB 1.94 0.49
1:C:346:GLU:H 1:C:346:GLU:CD 2.15 0.49
1:D:357:LEU:HD13 | 1:D:458:ARG:HH11 1.78 0.49
1:A:411:ALA:O 1:A:414:TYR:HB3 2.11 0.49
1:F:335:LEU:HD21 1:F:341:.1ILE:HD11 1.94 0.49
1:E:206: TYR:HB3 1:E:209:TYR:CD2 2.48 0.49
1:A:356:LYS:CG 1:A:366:VAL:HG11 2.40 0.49
1:D:477: THR:HB 1:E:395:ASN:ND2 2.26 0.49
1:D:228:TYR:CD1 | 1:D:265:LEU:HD13 2.47 0.49
1:A:14:LEU:HD11 1:A:98:ASN:HB2 1.95 0.49
1:B:398:ARG:HD3 | 1:C:477: THR:HG22 1.94 0.49
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Atom-1 Atom-2 distance (A) | overlap (A)
1:E:9:.THR:HG23 1:E:12:GLN:NE2 2.28 0.49
1:E:352:TYR:CE2 1:E:356:LYS:HE3 2.46 0.49
1:C:150:GLU:OE1 1:C:150:GLU:HA 2.12 0.49
1:F:266:ILE:HG22 1:F:267:-THR:N 2.27 0.49
1:B:280:VAL:HG11 | 1:B:381:ARG:NH1 2.28 0.49
1:F:192: THR:HG23 | 1:F:193:PRO:HD2 1.95 0.49
1:A:36:ILE:HG23 1:A:138:MSE:HE1 1.93 0.49
1:E:27:ALA:HB1 1:E:51:LEU:HD22 1.94 0.49
1:A:437:LEU:HD13 | 1:A:440:GLN:HG3 1.93 0.49
1:A:326:ARG:NH2 1:A:335:LEU:O 2.46 0.49
1:D:123: TYR:CG 1:D:124:PRO:HD3 2.48 0.49
1:D:9:THR:HG23 1:D:12:GLN:NE2 2.28 0.49
1:A:265:LEU:O 1:A:272:GLY:HA3 2.13 0.49
1:F:261:PRO:HB2 1:F:263: TRP:CZ3 2.48 0.49
1:B:200:PHE:CZ 1:B:464:ARG:HG3 2.47 0.49
1:C:27:ALA:HB1 1:C:51:LEU:CD2 2.43 0.48
1:C:437:LEU:HD11 | 1:D:185:ARG:NH2 2.28 0.48
1:E:411:ALA:O 1:E:414:TYR:HB3 2.13 0.48
1:A:206:TYR:HB3 | 1:A:209:TYR:HD2 1.78 0.48
1:E:261:PRO:HB2 1:E:263: TRP:CZ3 2.47 0.48
1:F:9:THR:H 1:F:12:GLN:HE21 1.60 0.48
1:D:361:ARG:HH11 | 1:D:361:ARG:HG3 1.77 0.48
1:E:231:LEU:HD12 1:E:264:HIS:O 2.13 0.48
1:F:134:LEU:H 1:F:134:LEU:CD1 2.27 0.48
1:F:51:LEU:HD13 1:F:52:PHE:CE2 2.48 0.48
1:A:248:GLU:HA 2:A:503:HOH:O 2.13 0.48
1:F:228:TYR:HB3 | 1:F:265:LEU:HD22 1.95 0.48
1:E:206: TYR:HB3 1:E:209:TYR:HD2 1.78 0.48
1:D:322:HIS:HD?2 1:E:474:LYS:HD3 1.78 0.48
1:B:123:TYR:CD2 1:B:124:PRO:HD3 2.49 0.48
1:F:119:HIS:HA 2:F:498:HOH:O 2.12 0.48
1:C:28:LEU:HD13 1:C:126:VAL:CG2 2.43 0.48
1:E:8:LEU:HB3 1:E:112:ILE:O 2.14 0.48
1:D:398:ARG:HD2 1:E:476:ARG:O 2.14 0.48
1:E:266:ILE:HG22 1:E:267:- THR:N 2.29 0.48
1:E:61: TRP:CZ3 1:E:63:GLY:HA2 2.48 0.48
1:A:369:ARG:HH11 | 1:A:369:ARG:HG2 1.78 0.48
1:D:266:ILE:HG22 1:D:267: THR:N 2.28 0.48
1:E:151:LEU:CD1 1:F:384:GLU:HB3 2.43 0.48
1:C:131:GLU:CD 1:D:443:ARG:HB2 2.34 0.48
1:A:206:TYR:HB3 | 1:A:209:TYR:CD2 2.48 0.48
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1:D:266:ILE:HD12 1:D:266:ILE:H 1.79 0.48
1:F:14:LEU:HD11 1:F:98:ASN:HB2 1.96 0.48
1:F:414: TYR:HA 1:F:475:LEU:HD22 1.96 0.48
1:B:31:ALA:HB1 1:B:42:PRO:HG3 1.95 0.48
1:D:369:ARG:HH11 | 1:D:369:ARG:HG2 1.79 0.48
1:B:61:TRP:CZ3 1:B:63:GLY:HA2 2.48 0.48
1:B:326:ARG:NH2 1:B:335:LEU:O 2.47 0.48
1:D:27:ALA:HB1 1:D:51:LEU:CD2 2.43 0.48
1:B:151:LEU:N 1:B:151:LEU:HD22 2.29 0.48
1:E:72:ARG:HH12 | 1:E:103:LEU:HD22 1.76 0.48
1:B:474:LYS:HD3 1:C:322:HIS:CD2 2.49 0.48
1:C:123:TYR:CD2 1:C:124:PRO:HD3 2.48 0.48
1:B:474:LYS:HD3 1:C:322:HIS:HD?2 1.78 0.48
1:F:393:ARG:HG2 | 1:F:393:ARG:HH11 1.79 0.48
1:D:206: TYR:HB3 1:D:209:TYR:CD2 2.49 0.47
1:C:437:LEU:HD23 1:D:188:HIS:CD2 2.49 0.47
1:A:77:PHE:HD2 1:A:108: TYR:CD2 2.32 0.47
1:F:357:LEU:CD1 | 1:F:458:ARG:HH11 2.27 0.47
1:A:261:PRO:HB2 1:A:263:TRP:CZ3 2.49 0.47
1:E:390:SER:HB3 1:E:394:PHE:CE1 2.49 0.47
1:C:261:PRO:HB2 1:C:263: TRP:CZ3 2.49 0.47
1:F:326:ARG:NH1 2:F:485:HOH:O 2.46 0.47
1:A:427:SER:O 1:A:428:ASP:HB3 2.13 0.47
1:E:228: TYR:HB3 | 1:E:265:LEU:HD22 1.97 0.47
1:F:211:ASP:HA 1:F:250:ILE:CD1 2.44 0.47
1:A:208:ARG:HH11 | 1:A:449:ILE:HD12 1.79 0.47
1:E:169:SER:HA 1:E:170:PRO:HD3 1.69 0.47
1:A:202:LEU:CD1 1:A:460:ILE:HD11 2.35 0.47
1:B:443:ARG:HG3 1:B:444:PHE:N 2.30 0.47
1:C:329:HIS:HD2 1:C:379:ASP:0OD2 1.97 0.47
1:E:133: THR.:C 1:E:134:LEU:HD12 2.34 0.47
1:C:131:GLU:HG3 1:C:132:LEU:N 2.29 0.47
1:F:127.ILE:HD13 1:F:132:LEU:CG 2.42 0.47
1:D:70:LYS:CE 2:D:496:HOH:O 2.63 0.47
1:E:346:GLU:H 1:E:346:GLU:CD 2.18 0.47
1:E:151:LEU:N 1:E:151:LEU:HD22 2.29 0.47
1:C:326:ARG:NH1 1:C:326:ARG:HG2 2.28 0.47
1:C:356:LYS:HG2 1:C:366:VAL:CG1 2.44 0.47
1:A:51:LEU:HD13 1:A:52:PHE:CE2 2.50 0.47
1:C:265:LEU:O 1:C:272:GLY:HA3 2.15 0.47
1:A:291:HIS:O 1:A:294:VAL:HG22 2.14 0.47
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1:C:310:ARG:H 1:C:313:GLN:NE2 2.13 0.47
1:C:266:1LE:HG22 1:C:267: THR:N 2.29 0.47
1:D:356:LYS:CG 1:D:366:VAL:HG11 2.41 0.47
1:A:430:PRO:HA 1:A:435:.ILE:HG12 1.97 0.47
1:F:21:TYR:O 1:F:25:VAL:HG12 2.15 0.47
1:D:134:LEU:N 1:D:134:LEU:CD1 2.78 0.47
1:E:441:ALA:HB3 1:F:131:GLU:HB2 1.97 0.47
1:A:469:ARG:HG2 | 1:A:469:ARG:NH1 2.29 0.47
1:F:411:ALA:O 1:F:414:TYR:HB3 2.15 0.47
1:F:299:VAL:HG22 | 1:F:301:LEU:HD13 1.97 0.47
1:E:465:ALA:C 1:E:467:GLY:N 2.69 0.47
1:D:329:HIS:HD?2 1:D:379:ASP:OD2 1.97 0.47
1:E:253:LEU:HD13 1:F:252:ASP:0OD1 2.15 0.47
1:F:123: TYR:CG 1:F:124:PRO:HD3 2.50 0.46
1:E:28:LEU:HD13 1:E:126:VAL:CG2 2.43 0.46
1:A:476:ARG:O 1:F:398:ARG:HD2 2.15 0.46
1:D:280:VAL:HG11 | 1:D:381:ARG:NHI1 2.30 0.46
1:C:465:ALA:C 1:C:467:GLY:N 2.68 0.46
1:A:266:ILE:H 1:A:266:ILE:HD12 1.80 0.46
1:C:369:ARG:HH11 | 1:C:369:ARG:HG2 1.80 0.46
1:A:395:ASN:ND2 1:F:478:PHE:H 2.13 0.46
1:F:36:ILE:HG23 1:F:138:MSE:CE 2.45 0.46
1:A:31:ALA:HB1 1:A:42:PRO:HG3 1.97 0.46
1:B:469:ARG:HG2 | 1:B:469:ARG:HH11 1.80 0.46
1:D:190: THR:HG22 1:D:192: THR:N 2.30 0.46
1:E:77:PHE:HD2 1:E:108:TYR:CD2 2.33 0.46
1:D:212:GLU:HG2 1:D:450:SER:HA 1.98 0.46
1:C:130:SER:HB2 1:D:441:ALA:CB 2.45 0.46
1:C:228:TYR:CG 1:C:265:LEU:HD13 2.50 0.46
1:A:357:LEU:HD13 | 1:A:458:ARG:NH1 2.31 0.46
1:B:192:THR:HG23 | 1:B:193:PRO:HD2 1.98 0.46
1:F:356:LYS:HG2 1:F:366:VAL:CG1 2.41 0.46
1:C:129:GLY:O 1:C:130:SER:O 2.33 0.46
1:A:53:VAL:HG11 1:A:117:SER:N 2.31 0.46
1:E:173:HIS:HE1 1:E:480: GLU:OE2 1.99 0.46
1:E:89:ARG:N 1:E:90:PRO:HD3 2.31 0.46
1:C:77:PHE:HD2 1:C:108: TYR:CD2 2.33 0.46
1:A:356:LYS:HG2 1:A:366:VAL:CG1 2.41 0.46
1:D:71: THR:OG1 1:E:368:GLN:HG2 2.16 0.46
1:A:284:ASN:ND2 | 1:B:381:ARG:HH21 2.14 0.46
1:D:360:GLY:HA3 2:D:514:HOH:O 2.15 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:87:ILE:HG22 1:E:88:THR:N 2.31 0.46
1:D:326:ARG:HG2 | 1:D:326:ARG:NH1 2.27 0.46
1:D:326:ARG:NH2 1:D:335:LEU:O 2.49 0.46
1:B:134:LEU:HB3 1:B:138:MSE:HB3 1.96 0.46
1:B:357.LEU:CD1 | 1:B:458:ARG:HH11 2.28 0.46
1:F:216: TRP:CZ3 1:F:265:LEU:HD12 2.51 0.46
1:C:200:PHE:CZ 1:C:464:ARG:HG3 2.50 0.46
1:A:444:PHE:CD2 1:B:136:ARG:NH2 2.84 0.45
1:A:151:LEU:HD11 | 1:B:384:GLU:HB3 1.97 0.45
1:D:131:GLU:CD 1:D:131:GLU:H 2.20 0.45
1:B:71: THR:CG2 1:C:367:LYS:HB3 2.46 0.45
1:B:208:ARG:HD3 1:B:446:GLU:OE1 2.16 0.45
1:A:313:GLN:HB2 1:A:429:LYS:NZ 2.31 0.45
1:C:123:TYR:O 1:C:126: VAL:HG22 2.16 0.45
1:F:36:ILE:HG23 1:F:138:MSE:HE1 1.98 0.45
1:E:36:ILE:HD13 1:E:132:LEU:HD22 1.98 0.45
1:F:364:GLU:O 1:F:364:GLU:HG2 2.17 0.45
1:D:8:LEU:HB3 1:D:112:ILE:O 2.16 0.45
1:C:134:LEU:N 1:C:134:LEU:HD12 2.31 0.45
1:D:211:ASP:HA 1:D:250:ILE:CD1 2.47 0.45
1:B:465:ALA:C 1:B:467:GLY:N 2.70 0.45
1:D:469:ARG:HH11 | 1:D:469:ARG:HG2 1.80 0.45
1:E:63:GLY:HA3 1:E:80:ALA:HB2 1.99 0.45
1:B:442: ASN:ND2 1:B:445:TYR:HB3 2.31 0.45
1:E:231:LEU:HA 1:E:264:HIS:O 2.17 0.45
1:A:127:ILE:HD13 1:A:132:LEU:HG 1.97 0.45
1:B:134:.LEU:H 1:B:134:LEU:CD1 2.29 0.45
1:A:280:VAL:HG11 1:A:381:ARG:CZ 2.47 0.45
1:E:51:LEU:HD13 1:E:52:PHE:CE2 2.52 0.45
1:A:47:ARG:HA 1:A:51:LEU:HB2 1.97 0.45
1:C:56:SER:HB3 1:C:115:GLN:O 2.17 0.45
1:B:427:SER:O 1:B:428:ASP:HB3 2.16 0.45
1:A:53:VAL:HG11 1:A:117:SER:O 2.16 0.45
1:B:228:TYR:HB3 | 1:B:265:LEU:HD?22 1.98 0.45
1:B:259:GLN:O 1:B:260:MSE:HG3 2.16 0.45
1:B:123:TYR:O 1:B:126:VAL:HG22 2.17 0.45
1:B:22:GLU:O 1:B:26: VAL:HG23 2.16 0.45
1:C:8:LEU:HB3 1:C:112:.ILE:O 2.16 0.45
1:C:131:GLU:HB2 1:D:441:ALA:HB1 1.98 0.45
1:C:326:ARG:NH2 1:C:335:LEU:O 2.50 0.45
1:C:352: TYR:CE2 1:C:356:LYS:HE3 2.52 0.45
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:451:GLU:O 1:E:455:ILE:HG13 2.17 0.45
1:F:437:LEU:HD13 | 1:F:440:GLN:OE1 2.17 0.45
1:F:53:VAL:HG11 1:F:117:SER:O 2.16 0.45
1:B:322:HIS:HD2 1:C:474:LYS:HD3 1.82 0.45
1:A:190: THR:HG22 1:A:192: THR:N 2.31 0.45
1:F:202:LEU:HD13 1:F:460:ILE:CD1 2.43 0.45
1:A:76:ARG:HH11 1:A:76:ARG:HB3 1.82 0.45
1:F:214:VAL:HG21 | 1:F:250:ILE:HG12 1.98 0.45
1:C:469:ARG:HG2 | 1:C:469:ARG:HH11 1.81 0.45
1:A:305:HIS:CE1 1:A:438:PRO:HG2 2.52 0.45
1:E:56:SER:HB3 1:E:115:GLN:O 2.17 0.45
1:D:463:LEU:HD22 | 1:D:470:LEU:HD13 1.99 0.45
1:B:346:GLU:CD 1:B:346:GLU:H 2.20 0.45
1:F:8:LEU:HB3 1:F:112:ILE:O 2.16 0.45
1:F:47:ARG:HA 1:F:51:LEU:HB2 1.99 0.45
1:C:47:ARG:HA 1:C:51:LEU:HB2 1.99 0.45
1:E:443:ARG:HG2 1:E:444:PHE:CE1 2.52 0.45
1:B:186:LEU:HD23 1:B:186:LEU:HA 1.88 0.45
1:E:135:ASP:CA 1:F:443:ARG:HH21 2.23 0.45
1:B:356:LYS:HG?2 1:B:366:VAL:CG1 2.44 0.45
1:E:265:LEU:O 1:E:272:GLY:HA3 2.16 0.45
1:C:357:LEU:HD13 | 1:C:458:ARG:HH11 1.81 0.45
1:B:212:GLU:HG2 1:B:450:SER:HA 1.98 0.45
1:D:123: TYR:O 1:D:126:VAL:HG22 2.17 0.44
1:B:313:GLN:HB2 1:B:429:LYS:HZ3 1.82 0.44
1:D:237:ASN:HD21 1:D:248:GLU:CB 2.30 0.44
1:B:72:ARG:HH12 | 1:B:103:LEU:HD22 1.81 0.44
1:F:265:LEU:HA 1:F:265:LEU:HD23 1.87 0.44
1:C:89:ARG:N 1:C:90:PRO:HD3 2.31 0.44
1:B:133: THR:HG22 1:B:133: THR:O 2.17 0.44
1:D:204: THR:HG22 1:D:303:ILE:O 2.17 0.44
1:F:369:ARG:HH11 | 1:F:369:ARG:HG2 1.81 0.44
1:D:134:LEU:HB3 1:D:138:MSE:HB3 1.99 0.44
1:D:265:LEU:HA 1:D:265:LEU:HD23 1.77 0.44
1:E:435:ILE:HG21 | 1:F:185:ARG:HH22 1.83 0.44
1:A:122:PRO:HA 1:A:147:PRO:O 2.17 0.44
1:F:265:LEU:O 1:F:272:GLY:HA3 2.17 0.44
1:A:53:VAL:HG12 1:A:54:TYR:O 2.17 0.44
1:B:89:ARG:N 1:B:90:PRO:HD3 2.33 0.44
1:A:216:TRP:O 1:A:220:GLN:HG2 2.17 0.44
1:D:200:PHE:CZ 1:D:464:ARG:HG3 2.53 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:8:LEU:HD11 1:A:12:GLN:HB3 1.99 0.44
1:B:70:LYS:HD3 1:B:76:ARG:NH1 2.33 0.44
1:C:187:ARG:HG3 | 1:C:187:ARG:NH1 2.30 0.44
1:A:61:TRP:CE3 1:A:63:GLY:HA2 2.53 0.44
1:E:357:LEU:HD13 | 1:E:458:ARG:HH11 1.83 0.44
1:B:260:MSE:HG2 1:B:278:1LE:HA 1.98 0.44
1:F:77.:PHE:HD?2 1:F:108: TYR:CD2 2.35 0.44
1:F:383: TRP:CE2 1:F:402:ILE:HD13 2.52 0.44
1:E:260:MSE:HG2 1:E:278:ILE:HA 1.98 0.44
1:F:22:GLU:O 1:F:26:VAL:HG23 2.18 0.44
1:A:123: TYR:CG 1:A:124:PRO:HD3 2.52 0.44
1:E:216: TRP:CZ3 1:E:265:LEU:HD12 2.53 0.44
1:B:266:1LE:CG2 1:B:267:THR:N 2.81 0.44
1:D:169:SER:HA 1:D:170:PRO:HD3 1.83 0.44
1:E:200:PHE:CZ 1:E:464:ARG:HG3 2.53 0.44
1:D:216:TRP:O 1:D:220:GLN:HG2 2.18 0.44
1:B:360:GLY:O 1:B:361:ARG:C 2.55 0.44
1:F:253:LEU:HD21 1:F:257:LYS:CE 2.48 0.44
1:B:47:ARG:HA 1:B:51:LEU:HB2 1.99 0.44
1:C:63:GLY:HA3 1:C:80:ALA:HB2 1.99 0.44
1:C:53:VAL:HG13 1:C:117:SER:OG 2.18 0.44
1:E:381:ARG:O 1:E:381:ARG:HG3 2.17 0.43
1:F:357:LEU:HD13 | 1:F:458: ARG:HH11 1.83 0.43
1:B:83: TYR:HA 1:B:169:SER.:O 2.18 0.43
1:F:190: THR:CG2 1:F:262:ALA:HB3 2.45 0.43
1:A:134:LEU:HD12 1:A:134:LEU:N 2.33 0.43
1:F:187:ARG:HG3 | 1:F:187:ARG:NH1 2.32 0.43
1:F:253:LEU:HD21 1:F:257:LYS:HZ1 1.81 0.43
1:F:214:VAL:HG21 1:F:250:ILE:CG1 2.48 0.43
1:E:326:ARG:HG2 1:E:326:ARG:NH1 2.23 0.43
1:E:214:VAL:HG21 | 1:E:250:ILE:HG12 1.99 0.43
1:D:47:ARG:HA 1:D:51:LEU:HB2 1.99 0.43
1:A:465:ALA:C 1:A:467:GLY:N 2.70 0.43
1:C:428:ASP:HB2 1:C:434:GLU:O 2.18 0.43
1:F:280:VAL:HA 1:F:405:GLU:OE2 2.18 0.43
1:B:63:GLY:HA3 1:B:80:ALA:HB2 2.00 0.43
1:A:357:LEU:HD13 | 1:A:458:ARG:HH11 1.83 0.43
1:F:54:TYR:CD2 1:F:176:ALA:HB1 2.54 0.43
1:C:136:ARG:CZ 1:D:444:PHE:CD2 3.00 0.43
1:E:306:CYS:HB3 1:E:424:LEU:HD13 2.00 0.43
1:B:53:VAL:HG13 1:B:117:SER:OG 2.18 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:C:381:ARG:HD2 2:C:510:HOH:O 2.17 0.43
1:D:322:HIS:CD2 1:E:474:LYS:HD3 2.53 0.43
1:F:453:LEU:O 1:F:457:1ILE:HG13 2.18 0.43
1:B:473:ARG:CZ 1:C:371:ARG:HD3 2.49 0.43
1:A:72:ARG:NH1 1:A:103:LEU:HD22 2.33 0.43
1:F:326:ARG:NH2 1:F:335:LEU:O 2.52 0.43
1:D:134:LEU:N 1:D:134:LEU:HD12 2.34 0.43
1:B:326:ARG:CG | 1:B:326:ARG:HH11 2.28 0.43
1:B:9: THR:HG23 1:B:12: GLN:NE2 2.33 0.43
1:C:208:ARG:NH2 1:C:212:GLU:OE1 2.52 0.43
1:B:428:ASP:HB3 1:B:436:LYS:HB2 2.00 0.43
1:A:330:VAL:HG13 1:A:331:LEU:HG 2.00 0.43
1:B:53:VAL:CG1 1:B:117:SER:H 2.32 0.43
1:E:57:LEU:HD21 1:E:101:LEU:HD21 1.98 0.43
1:A:201:VAL:HG12 1:A:202:LEU:N 2.33 0.43
1:E:356:LYS:HB3 1:E:362:PRO:CB 2.48 0.43
1:A:280:VAL:HA 1:A:405:GLU:OE2 2.19 0.43
1:E:53:VAL:HG11 1:E:117:SER:N 2.34 0.43
1:E:136:ARG:CZ 1:F:444:PHE:CD2 3.02 0.43
1:F:223:ASP:C 1:F:223:ASP:0OD2 2.07 0.43
1:F:207: THR:CG2 1:F:208:ARG:N 2.82 0.43
1:F:208:ARG:NH2 1:F:212:GLU:OE1 2.52 0.43
1:C:434:GLU:HG3 | 1:D:143: THR:HG21 2.00 0.43
1:E:212:GLU:HG2 1:E:450:SER:HA 2.01 0.43
1:E:146:PHE:HB3 1:E:147:PRO:CD 2.49 0.43
1:A:443:ARG:HG2 1:A:444:PHE:CD1 2.53 0.43
1:E:226:SER:HA 1:E:227:PRO:HD3 1.92 0.43
1:A:231:LEU:HA 1:A:264:HIS:O 2.19 0.43
1:B:248:GLU:HA 2:B:496:HOH:O 2.18 0.43
1:A:211:ASP:HA 1:A:250:ILE:CD1 2.49 0.43
1:F:436:LYS:HG3 1:F:442: ASN:ND2 2.34 0.43
1:C:227:PRO:O 1:C:229:ILE:HG23 2.19 0.43
1:E:75:GLY:HA2 1:E:482:PRO:O 2.19 0.43
1:E:28:LEU:O 1:E:32:ILE:HG13 2.19 0.42
1:E:296:ARG:N 1:E:297:PRO:HD3 2.34 0.42
1:C:280:VAL:HA 1:C:405:GLU:OE2 2.19 0.42
1:D:473:ARG:CZ 1:E:371:ARG:HD3 2.49 0.42
1:C:216: TRP:O 1:C:220:GLN:HG2 2.18 0.42
1:F:102: THR:O 1:F:106:GLN:HG3 2.19 0.42
1:B:326:ARG:NH1 | 1:B:326:ARG:HG2 2.26 0.42
1:C:61:TRP:CE3 1:C:63:GLY:HA2 2.54 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:A:207:THR:CG2 1:A:208:ARG:N 2.82 0.42
1:B:53:VAL:HG11 1:B:117:SER:O 2.19 0.42
1:B:411:ALA:O 1:B:414:TYR:HB3 2.19 0.42
1:C:252:ASP:OD1 | 1:D:253:LEU:HD13 2.19 0.42
1:D:237:ASN:ND2 1:D:248:GLU:CB 2.82 0.42
1:A:361:ARG:HD2 1:A:361:ARG:O 2.18 0.42
1:F:53:VAL:HG11 1:F:117:SER:N 2.34 0.42
1:B:322:HIS:HB2 2:B:519:HOH:O 2.18 0.42
1:D:102: THR:O 1:D:106:GLN:HG3 2.20 0.42
1:F:192: THR:HG23 1:F:193:PRO:CD 2.50 0.42
1:F:132:LEU:HB3 1:F:134:LEU:CD1 2.45 0.42
1:A:8:LEU:HB3 1:A:112:ILE:O 2.20 0.42
1:E:8:LEU:HD11 1:E:12:GLN:HB3 2.02 0.42
1:E:356:LYS:CG 1:E:366:VAL:HG11 2.48 0.42
1:D:77:PHE:HD2 1:D:108:TYR:CD2 2.38 0.42
1:B:453:LEU:O 1:B:457:ILE:HG13 2.20 0.42
1:A:223:ASP:0OD2 1:A:223:ASP:C 2.58 0.42
1:D:61: TRP:CE3 1:D:63:GLY:HA2 2.55 0.42
1:F:212:GLU:HG2 1:F:450:SER:HA 2.02 0.42
1:A:53:VAL:CG1 1:A:117:SER:H 2.32 0.42
1:B:228:TYR:CD1 | 1:B:265:LEU:HD13 2.54 0.42
1:B:87:ILE:HG22 1:B:88:THR:N 2.34 0.42
1:B:190: THR:HG22 1:B:192:THR:H 1.83 0.42
1:D:474:LYS:HD3 1:E:322:HIS:CD2 2.54 0.42
1:A:329:HIS:HD?2 1:A:379:ASP:OD2 2.02 0.42
1:A:437:LEU:CD1 1:A:440:GLN:HG3 2.49 0.42
1:A:56:SER:HB2 1:A:117:SER:HB3 2.01 0.42
1:B:53:VAL:HG11 1:B:117:SER:N 2.35 0.42
1:F:336:PRO:HA 1:F:337:PRO:HD3 1.84 0.42
1:E:192:THR:HG23 | 1:E:193:PRO:HD2 2.02 0.42
1:B:68:PRO:HA 1:B:69:PRO:HD3 1.96 0.42
1:A:74.PHE:CD2 1:A:484:ARG:HD3 2.55 0.42
1:C:381:ARG:HH21 | 1:D:284:ASN:ND2 2.18 0.42
1:F:198:GLN:HA 1:F:199:PRO:HD3 1.91 0.42
1:C:247:GLU:C 1:C:249:ALA:H 2.23 0.42
1:B:223:ASP:0D2 1:B:223:ASP:C 2.58 0.42
1:C:102: THR.:O 1:C:106:GLN:HG3 2.20 0.42
1:F:25:VAL:HG23 1:F:126:VAL:HB 2.02 0.42
1:C:127:.ILE:CG2 1:C:129:GLY:O 2.64 0.42
1:E:465:ALA:O 1:E:467:GLY:N 2.53 0.42
1:C:427:SER:O 1:C:428:ASP:HB3 2.20 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

1:B:414:TYR:HA 1:B:475:LEU:HD?22 2.02 0.42
1:B:369:ARG:HH11 | 1:B:369:ARG:HG2 1.84 0.42
1:C:291:HIS:O 1:C:294:VAL:HG22 2.19 0.42
1:A:356:LYS:O 1:A:362:PRO:HG3 2.20 0.41
1:F:201:VAL:HG12 1:F:202:LEU:N 2.35 0.41
1:B:150:GLU:C 1:B:151:LEU:HD?22 2.40 0.41
1:D:469:ARG:NH1 | 1:D:469:ARG:HG2 2.35 0.41
1:D:465:ALA:C 1:D:467:GLY:N 2.72 0.41
1:F:361:ARG:N 1:F:361:ARG:HD3 2.36 0.41
1:C:192: THR:HA 1:C:193:PRO:HD3 1.90 0.41
1:C:356:LYS:O 1:C:360:GLY:N 2.51 0.41
1:C:206:TYR:HB3 1:C:209:TYR:CD2 2.55 0.41
1:A:256:LYS:HD2 1:B:255:TRP:CZ3 2.55 0.41
1:A:200:PHE:CZ 1:A:464:ARG:HG3 2.55 0.41
1:B:299:VAL:HG22 | 1:B:301:LEU:HD13 2.02 0.41
1:A:76:ARG:NH1 1:A:76:ARG:HB3 2.34 0.41
1:B:237:ASN:HD21 1:B:248:GLU:CB 2.33 0.41
1:C:204:THR:HG21 | 1:C:209:TYR:HB3 2.01 0.41
1:C:299:VAL:HG22 1:C:300: TRP:N 2.34 0.41
1:C:451:GLU:O 1:C:455:1LE:HG13 2.19 0.41
1:F:328:ASP:N 1:F:328:ASP:0OD1 2.54 0.41
1:A:478:PHE:H 1:F:395:ASN:ND2 2.18 0.41
1:C:465:ALA:O 1:C:467:GLY:N 2.53 0.41
1:B:259:GLN:C 1:B:260:MSE:HG3 2.40 0.41
1:C:206:TYR:HB3 1:C:209: TYR:HD2 1.84 0.41
1:D:96:TYR:OH 1:D:483:PHE:HB3 2.20 0.41
1:D:179:VAL:O 1:D:183:LEU:HG 2.20 0.41
1:C:431:LEU:HD12 | 1:D:151:LEU:HD22 2.01 0.41
1:A:87:ILE:HG22 1:A:88: THR:N 2.36 0.41
1:C:8:LEU:HD11 1:C:12:GLN:HB3 2.02 0.41
1:B:310:ARG:O 1:B:429:LYS:NZ 2.41 0.41
1:F:206: TYR:HE2 1:F:449.1LE:HD11 1.85 0.41
1:B:211:ASP:HA 1:B:250:ILE:CD1 2.50 0.41
1:C:14:LEU:HD13 1:C:94:ARG:HD3 2.03 0.41
1:C:228 TYR:CD1 | 1:C:265:LEU:HD13 2.54 0.41
1:E:53:VAL:HG13 1:E:117:SER:HG 1.86 0.41
1:E:56:SER:HB2 1:E:117:SER:HB3 2.01 0.41
1:E:481:PRO:HA 1:E:482:PRO:HD3 1.92 0.41
1:C:92:LEU:HD13 1:C:195:GLU:HG3 2.03 0.41
1:D:261:PRO:HB2 1:D:263: TRP:CZ3 2.55 0.41
1:F:292:LEU:HD12 1:F:292:LEU:HA 1.91 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:211:ASP:HA 1:E:250:ILE:CD1 2.01 0.41
1:F:313:GLN:O 1:F:429:LYS:HE2 2.21 0.41
1:D:451:GLU:O 1:D:455:ILE:HG13 2.21 0.41
1:C:212:GLU:HG2 1:C:450:SER:HA 2.02 0.41
1:F:465:ALA:C 1:F:467:GLY:N 2.72 0.41
1:C:72:ARG:HH12 | 1:C:103:LEU:HD22 1.85 0.41
1:D:70:LYS:HE2 2:D:496:HOH:O 2.20 0.41
1:D:381:ARG:O 1:D:381:ARG:HG3 2.19 0.41
1:D:330:VAL:HG13 1:D:331:LEU:HG 2.01 0.41
1:A:199:PRO:HB3 1:A:298:ASP:0OD2 2.20 0.41
1:C:469:ARG:HG2 | 1:C:469:ARG:NH1 2.36 0.41
1:E:237:ASN:HD21 1:E:248:GLU:CB 2.33 0.41
1:D:359:SER:HA 1:D:451:GLU:OE1 2.21 0.41
1:A:214:VAL:HB 1:A:250:ILE:HD11 2.02 0.41
1:F:216:TRP:HZ3 1:F:265:LEU:HD12 1.86 0.41
1:B:469:ARG:NH1 1:B:469:ARG:HG2 2.36 0.41
1:B:306:CYS:HB3 | 1:B:424:LEU:HD13 2.01 0.41
1:A:265:LEU:HD23 1:A:265:LEU:HA 1.84 0.41
1:F:253:LEU:HD21 1:F:257:LYS:HE3 2.01 0.41
1:D:187:ARG:NH1 | 1:D:187:ARG:HG3 2.35 0.41
1:D:177:ARG:HG3 | 1:D:177:ARG:NH1 2.36 0.41
1:B:14:LEU:HD13 1:B:94:ARG:HD3 2.02 0.41
1:A:260:MSE:HG2 1:A:278:ILE:HA 2.01 0.41
1:A:212:GLU:HG2 1:A:450:SER:HA 2.02 0.41
1:B:192: THR:HG23 1:B:193:PRO:CD 2.51 0.41
1:F:123:TYR:O 1:F:126: VAL:HG22 2.20 0.41
1:E:134:LEU:N 1:E:134:LEU:CD1 2.84 0.41
1:D:123:TYR:CD2 1:D:124:PRO:HD3 2.56 0.41
1:E:68:PRO:HA 1:E:69:PRO:HD3 1.99 0.41
1:D:437:LEU:HD22 | 1:D:440:GLN:OE1 2.20 0.41
1:E:237:ASN:ND2 1:E:248:GLU:CB 2.84 0.41
1:C:313:GLN:HB2 1:C:429:LYS:NZ 2.35 0.41
1:D:53:VAL:HG13 1:D:117:SER:OG 2.21 0.41
1:F:412:GLN:OE1 1:F:412: GLN:HA 2.20 0.41
1:B:247:GLU:C 1:B:249:ALA:H 2.23 0.41
1:A:281:GLY:HA?2 1:A:282:PRO:HD3 1.96 0.41
1:A:440:GLN:NE2 1:B:131:GLU:OE2 2.51 0.41
1:A:398:ARG:HD3 | 1:F:477:THR:HG22 2.03 0.41
1:B:134:LEU:HD12 1:B:134:LEU:N 2.36 0.41
1:E:32:ILE:O 1:E:36:ILE:HG13 2.20 0.41
1:E:47:ARG:HA 1:E:51:LEU:HB2 2.03 0.41

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

1:B:481:PRO:HA 1:B:482:PRO:HD3 1.90 0.41
1:E:336:PRO:HA 1:E:337:PRO:HD3 1.87 0.41
1:D:192: THR:HA 1:D:193:PRO:HD3 1.93 0.40
1:B:190: THR:HG22 1:B:192: THR:CB 2.44 0.40
1:B:192: THR:HA 1:B:193:PRO:HD3 1.92 0.40
1:F:186:LEU:HA 1:F:186:LEU:HD23 1.85 0.40
1:D:63:GLY:HA3 1:D:80:ALA:HB2 2.03 0.40
1:E:207: THR:CG2 1:E:208:ARG:N 2.83 0.40
1:C:284:ASN:ND2 | 1:D:381:ARG:HH?21 2.19 0.40
1:D:54:TYR:CD2 1:D:176:ALA:HB1 2.57 0.40
1:B:423:.LEU:.CD2 1:B:455:ILE:HG21 2.51 0.40
1:E:223:ASP:C 1:E:223:ASP:0OD2 2.59 0.40
1:B:28:LEU:HD13 1:B:126:VAL:CG2 2.49 0.40
1:A:429:LYS:HA 1:A:430:PRO:HD3 1.88 0.40
1:B:187:ARG:HG3 | 1:B:187:ARG:NH1 2.36 0.40
1:D:72:ARG:HH12 | 1:D:103:LEU:HD22 1.83 0.40
1:E:53:VAL:CG1 1:E:117:SER:H 2.35 0.40
1:A:414:TYR:HA 1:A:475:LEU:HD22 2.04 0.40
1:E:412:GLN:OE1 1:E:412:GLN:HA 2.21 0.40
1:F:61:TRP:CE3 1:F:63:GLY:HA2 2.56 0.40
1:B:322:HIS:CD2 1:C:474:LYS:HD3 2.57 0.40
1:A:102: THR:O 1:A:106:GLN:HG3 2.21 0.40
1:A:9:THR:HG23 1:A:12:GLN:NE2 2.37 0.40
1:D:265:LEU:O 1:D:272:GLY:HA3 2.21 0.40
1:D:204: THR:HG21 | 1:D:209:TYR:HB3 2.04 0.40
1:A:75:GLY:HA2 1:A:482:PRO:O 2.21 0.40
1:C:68:PRO:HA 1:C:69:PRO:HD3 1.97 0.40
1:C:237:ASN:HD21 1:C:248:GLU:CB 2.32 0.40
1:F:53:VAL:CG1 1:F:117:SER:H 2.34 0.40
1:A:56:SER:HB3 1:A:115:GLN:O 2.21 0.40
1:C:442:ASN:O 1:C:443:ARG:C 2.60 0.40
1:B:77:PHE:CE2 1:B:104:LEU:HD22 2.56 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

WO RLDWIDE

PROTEIN DATA BANK
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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 457/484 (94%) 408 (89%) | 43 (9%) 6 (1%) 157 44
1 B 457/484 (94%) 413 (90%) | 38 (8%) 6 (1%) 157 44
1 C 457/484 (94%) 410 (90%) | 43 (9%) 4 (1%) 21 55
1 D 457/484 (94%) 409 (90%) | 39 (8%) 9 (2%) m 30
1 E 457/484 (94%) 414 (91%) | 38 (8%) 5 (1%) 177 50
1 F 457/484 (94%) 409 (90%) | 37 (8%) | 11 (2%) 25

All All 2742/2904 (94%) | 2463 (90%) | 238 (9%) | 41 (2%) 131 40

All (41) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 362 PRO
1 C 130 SER
1 D 129 GLY
1 F 129 GLY
1 B 129 GLY
1 A 134 LEU
1 B 365 GLU
1 C 466 GLU
1 D 10 PRO
1 D 134 LEU
1 D 329 HIS
1 D 406 SER
1 E 362 PRO
1 E 466 GLU
1 F 330 VAL
1 F 361 ARG
1 F 441 ALA
1 A 10 PRO
1 A 107 ASP
1 A 443 ARG
1 B 10 PRO
1 C 10 PRO
1 D 362 PRO
1 E 10 PRO
1 E 406 SER
1 F 443 ARG

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

Mol | Chain | Res | Type
1 A 330 VAL
1 B 361 ARG
1 B 406 SER
1 C 406 SER
1 D 466 GLU
1 F 10 PRO
1 F 107 ASP
1 F 134 LEU
1 F 362 PRO
1 F 406 SER
1 F 466 GLU
1 B 466 GLU
1 D 107 ASP
1 D 438 PRO
1 E 330 VAL

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 390/403 (97%) 363 (93%) | 27 (%) 191 48

1 B 390/403 (97%) 364 (93%) | 26 (7%) 20 50

1 C 390/403 (97%) 364 (93%) | 26 (7%) 20 50

1 D 390/403 (97%) 366 (94%) | 24 (6%) 23 54

1 E 390/403 (97%) 368 (94%) | 22 (6%) 26 59

1 F 390/403 (97%) 365 (94%) | 25 (6%) 22 52
All All 2340/2418 (97%) | 2190 (94%) | 150 (6%) 22 52

All (150) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 25 VAL
1 A 28 LEU
1 A 51 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 A 89 ARG
1 A 128 ASP
1 A 148 THR
1 A 175 ASP
1 A 177 ARG
1 A 202 LEU
1 A 207 THR
1 A 210 VAL
1 A 219 SER
1 A 222 LEU
1 A 265 LEU
1 A 280 VAL
1 A 300 TRP
1 A 301 LEU
1 A 311 GLU
1 A 322 HIS
1 A 330 VAL
1 A 351 LEU
1 A 361 ARG
1 A 381 ARG
1 A 403 ASP
1 A 431 LEU
1 A 437 LEU
1 A 443 ARG
1 B 28 LEU
1 B 51 LEU
1 B 128 ASP
1 B 148 THR
1 B 168 PHE
1 B 190 THR
1 B 202 LEU
1 B 207 THR
1 B 210 VAL
1 B 215 ARG
1 B 222 LEU
1 B 265 LEU
1 B 280 VAL
1 B 300 TRP
1 B 301 LEU
1 B 311 GLU
1 B 322 HIS
1 B 330 VAL

Continued on next page...



Page 36 Full wwPDB X-ray Structure Validation Report 1T8W

Continued from previous page...

Mol | Chain | Res | Type
1 B 351 LEU
1 B 361 ARG
1 B 365 GLU
1 B 381 ARG
1 B 400 VAL
1 B 403 ASP
1 B 431 LEU
1 B 443 ARG
1 C 25 VAL
1 C 28 LEU
1 C 51 LEU
1 C 128 ASP
1 C 131 GLU
1 C 149 THR
1 C 150 GLU
1 C 175 ASP
1 C 177 ARG
1 C 202 LEU
1 C 207 THR
1 C 210 VAL
1 C 222 LEU
1 C 265 LEU
1 C 280 VAL
1 C 300 TRP
1 C 301 LEU
1 C 311 GLU
1 C 322 HIS
1 C 330 VAL
1 C 351 LEU
1 C 381 ARG
1 C 400 VAL
1 C 403 ASP
1 C 431 LEU
1 C 443 ARG
1 D 28 LEU
1 D 51 LEU
1 D 128 ASP
1 D 133 THR
1 D 149 THR
1 D 168 PHE
1 D 177 ARG
1 D 202 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 D 207 THR
1 D 210 VAL
1 D 222 LEU
1 D 265 LEU
1 D 280 VAL
1 D 300 TRP
1 D 301 LEU
1 D 311 GLU
1 D 322 HIS
1 D 330 VAL
1 D 351 LEU
1 D 364 GLU
1 D 381 ARG
1 D 400 VAL
1 D 403 ASP
1 D 431 LEU
1 E 28 LEU
1 E 51 LEU
1 E 128 ASP
1 E 175 ASP
1 E 177 ARG
1 E 202 LEU
1 E 207 THR
1 E 210 VAL
1 E 222 LEU
1 E 265 LEU
1 E 300 TRP
1 E 301 LEU
1 E 311 GLU
1 E 322 HIS
1 E 326 ARG
1 E 330 VAL
1 E 351 LEU
1 E 364 GLU
1 E 381 ARG
1 E 400 VAL
1 E 403 ASP
1 E 431 LEU
1 F 28 LEU
1 F 51 LEU
1 F 89 ARG
1 F 128 ASP

Continued on next page...
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Mol | Chain | Res | Type
1 F 133 THR
1 F 150 GLU
1 F 151 LEU
1 F 177 ARG
1 F 190 THR
1 F 202 LEU
1 F 207 THR
1 F 222 LEU
1 F 265 LEU
1 F 300 TRP
1 F 301 LEU
1 F 311 GLU
1 F 322 HIS
1 F 326 ARG
1 F 330 VAL
1 F 351 LEU
1 F 361 ARG
1 F 381 ARG
1 F 400 VAL
1 F 403 ASP
1 F 431 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (49) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 12 GLN
1 A 173 HIS
1 A 188 HIS
1 A 237 ASN
1 A 284 ASN
1 A 313 GLN
1 A 329 HIS
1 A 395 ASN
1 B 12 GLN
1 B 173 HIS
1 B 237 ASN
1 B 284 ASN
1 B 313 GLN
1 B 329 HIS
1 B 395 ASN
1 B 442 ASN
1 C 12 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 C 173 HIS
1 C 188 HIS
1 C 237 ASN
1 C 284 ASN
1 C 313 GLN
1 C 329 HIS
1 C 395 ASN
1 C 440 GLN
1 D 12 GLN
1 D 173 HIS
1 D 188 HIS
1 D 237 ASN
1 D 284 ASN
1 D 313 GLN
1 D 329 HIS
1 D 395 ASN
1 E 12 GLN
1 E 173 HIS
1 E 237 ASN
1 E 284 ASN
1 E 313 GLN
1 E 329 HIS
1 E 395 ASN
1 E 440 GLN
1 F 12 GLN
1 F 173 HIS
1 F 188 HIS
1 F 237 ASN
1 F 284 ASN
1 F 313 GLN
1 F 329 HIS
1 F 395 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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.
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