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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 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
Rfree I I 0.287
Clashscore I | A 00

I 1.0%
(j— 5o,

Ramachandran outliers NN
Sidechain outliers NN

RSRZ outliers IS 0.5%
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))
Rree 91344 2393 (2.80-2.80)
Clashscore 102246 2827 (2.80-2.80)
Ramachandran outliers 100387 2782 (2.80-2.80)
Sidechain outliers 100360 2784 (2.80-2.80)
RSRZ outliers 91569 2404 (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.

Mol | Chain | Length Quality of chain
1 A 352 5% 33% S 0%
1 B 352 51% 39% C %
1 C 352 57% 32% . 10%
1 D 352 53% 36% . %
1 E 352 59% 31% < 10%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

1 F 352 54% 35% PR 7

1 G 352 58% 31% P

1 H 352 52% 38% 9%

2 I 43 60% 35% Y

7%

2 J 43 65% 30% e
%

2 K 43 = 44% 47% T .
5%

2 L 43 - 33% 53% BT
5%

2 M 43 - 72% 19% T v
5%

2 N 43 - 58% 40% »n
5%

2 O 43 60% 30% “5% 5%
20/0

2 P 43 = 53% 44% .
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2  Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 23588 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 NITROGEN METABOLITE REPRESSION REGULATOR

NMRA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1| A 5| oo g s 47 s 0 0 0
1| B 39| 00 163 am 4 s 0 0 0
L] ¢ 5| 0 1w s 47 s 0 0 0
L b 39| 00 103 am 4 s 0 0 0
1 k 318 ggga(w)l 16(3’)7 41;8 4(;7 2 0 0 0
! d 318 gggfgl 16(;%7 41;8 4(5)7 2 0 0 0
! G 319 rggil 16(313 4§2 4(5)8 2 0 0 0
1 H 319 gggzl 1622 41?\}0 4C5)9 2 0 0 0

There are 8 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 238 ARG LEU | CONFLICT | UNP 059919
B 238 ARG LEU | CONFLICT | UNP 059919
C 238 ARG LEU | CONFLICT | UNP 059919
D 238 ARG LEU | CONFLICT | UNP 059919
E 238 ARG LEU | CONFLICT | UNP 059919
F 238 ARG LEU | CONFLICT | UNP 059919
G 238 ARG LEU | CONFLICT | UNP 059919
H 238 ARG LEU | CONFLICT | UNP 059919

e Molecule 2 is a protein called NITROGEN REGULATORY PROTEIN AREA.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
AR F Y HEEEEE
RN F Y HEEEEE
N Y I HEEEEE
N P HEEEEE
IEEEEE Y HEEEEE
RN Y HEEEEE
RN I HEEEEE
IR Y I HEEEEE

e Molecule 3 is NADP NICOTINAMIDE-ADENINE-DINUCLEOTIDE PHOSPHATE

(three-letter code: NAP) (formula: Cy1HogN7O17P3).

NAP

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR
IR
IR MR
Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
o[ o | 1 [ LIOT 0 |
IEEEEN S I
[ oY or e [
e [ oot v |
IR R

e Molecule 4 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 P 1 Toltal Zln 0 0
4 J 1 Toltal Zln 0 0
4 K 1 Toltal Zln 0 0
A I 1 Toltal Zln 0 0
A N 1 Toltal Zln 0 0
A 0 1 Toltal Zln 0 0
4 L 1 Toltal Zln 0 0
A M 1 Total Zn 0 0
1 1
e Molecule 5 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 32 Tg;al :?2 0 0
5 B 26 Tg?l ;)6 0 0
5 C 39 ngal ??g 0 0
5 D 36 Tg?l :?6 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 E 42 TZE;I fQ 0 0
5 F 33 Tgt;‘l ?% 0 0
5 G 41 thlal fl 0 0
5 H 33 Tgtgal ??3 0 0
5 I 4 Toial (j 0 0
5 J 3 Togtal (; 0 0
5 K 4 Toial 2 0 0
5 L 4 Toial 2 0 0
5 M 5 TO;al (5) 0 0
5 N 3 To?fal (; 0 0
5 0 6 Togal (g 0 0
5 P 3 To?fal g 0 0
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
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: NITROGEN METABOLITE REPRESSION REGULATOR NMRA

3 Residue-property plots (i)

Page 8
Chain A:

<7
9TTH 802d 180 0671 | pogy Thed
| | o | | e8IM €928 | owwEr
ETTH z0gh M 580 881d 2921 o0ved
| 1 . | €8s u8T1 192b 6€€d
z—:: z8L 981d 0928 8g€A
L6TD 181 9811 692Y | lged
16a 96TA s © [ | | ®81a | 8Geh 9g€Y
1 g61a I ) > 8.4 £81d 1529 [
L8a Y6TH ) L ouv geta 9421 |
| e61E 0seN < . 9.1 1874 gszd 6zed
Z6TY 6%£Q — SLH [ ] $92L 8zeh
| 16T@ 8ve1 ) [ | 8LTH £9zN Lz€D
28L 0611 1823 [ | L9N [ | 2aTh 1
| | 68T 08zd vvER O | oeo1 6L1d | zzed
oL 881d 6.2 eved €2 494 [ | 8%TA 1
1 [ | 8.Lzd zved o' HOA 6971 152N 81EL
LOW G811 Ligd | oTwer [ | 891 | oved
. 991 810 9.k 0ved Z L8 CL9TH SHTA
g9d €8Td [ | 6£€4d @) X [ | 997 | wheh
$9A z81a 1.2 8EEA — o $SL | g91d €52
£9N 18174 | oen DiEgEn N [ | %971 4748
1 [ | 6924 95 n2 0SI £9Td 1521
150 SLTH | 89z seey £a) 6%Y T9TR 0wz
1 [ | 192A 00 e | oewh 191d 6£2H
zaN qLTd 99238 mmmu n. L1 0911 852y
19d HLIL 9921 9% 6918 | gen
1 €419 | w9ev 62€4 Wpu ava [ | 9€TT
1%1 L eua €9z . geeM [ | 98N gETy
1L1d 2921 12€D €2 199 9STN | beed
L oL 192h 9z€8 [ [ | | BeIN €€£zs
6911 | 09z | L oGTEM 8€s £GTA [ |
£%1 I 632y H2ET ) LEH | zarr 6220
%1 | ezed o 9gA 1919 | szeh
19 99Th zzed ) | oary Lzzh
1 9914 [ | a8, BEY 65Tk 9zZA
8€S 5971 1523 8L < €€y 8¥TA | sged
LEH £91d [ ] m zeA L1514 2443
9gA TITA 82 T€H | 9pTL €221
| geb 197d [ | M [ | STS [ |
PEY 0911 wheh o 8z [ ] 6T2L
£eY mmﬂm £ =, W [ ] :mj 8121
| zen ThTh HTA L12Y
T€H S9SN L oTeel £a | gou geTd 9121
| | e | 0vah (@ eer | _
(24 €9TA mm-“ﬂ_ @) 1Tl 0€Td
| go¥ 1 0es 62TV T1gH
441 agey m [ | [ | | oted
121 69TA [ | = 974 BTV 60zh
ozs | 8pIA 182V =, [ | [ | 80zd
1 1914 [ | (3] 6TTA [ |
PIL [ ] 8z o ZIN 8111 1021 £825
eTv agTE Lzzh 1A Coutrs 0021 z8zd
| | | ezea < | 9178 | |
81 8TTH aged = .. 81 a11Q L6T9 6,21
| ] [ | %TTs o [aa)] LL [ | 96TA 8.ed
9% TTTH [ ] <2 9% 00TY 961Q L1284
L Terd 81¢1 =) m [ | $6TH 1 TSET
0219 [ | M < %60 . g61d L92A 1
6TTA 454 -~ [ ] T6TY 9928 6980
[ ] [ ] ° o 88 | 1610 a9zT 1

10%

32%

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

57%

e Molecule 1: NITROGEN METABOLITE REPRESSION REGULATOR NMRA

Chain C:


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

Full wwPDB X-ray Structure Validation Report 2VUU

Page 9

0STV

PAAYS

SeTH

8TTH
LTTH

STTA

9TYd

vecy

6220
8TTA
Lzeh
9TTA
§aged
j1443

cTTL

8121

9121

(4148
TTCH

6020
80¢d

90za

Tozh
T0Z1

S61Q
Y6TH

68TH
88T1d

£81d

1814

6LTV
8LTH

S.T4
YLIL

cL1a

OLTH
6971
8974

991h

Y911

0971

6STS

99N
SSTN

€9TX

Llcd

CLCTH

L9ZA
99¢H
9921

€923
29T
1920
0923
692

9GTA

¥9cI

8¥CTA
LyeH

5748
(4749
¥l
ovTA
6ETH

LETN

SETY

NITROGEN METABOLITE REPRESSION REGULATOR NMRA

e Molecule 1

9%

36%

53%

Chain D

8TT1

STTd

00T

v6a

08N

SLH

LOW

S9d
7oA

69d

LS80

967

€GA

08I
677

L1

0ced

STcH

TICH
01Ty

zozh
7021

L61D

S961a

T61d
0611

881d

£81d

7814
081d
6.1V
8LTH

9L13
SL14
i ZAM

TL1d
OLTH
6971
8913

9910
G914
7911

GSTN

6%TA

T

9EIN
SE€TH

CETd

0€Td
6CTV
8TTM
LTTH

GTTA

611X

€8tS
28cd

6.1
8.Ltd
LLTd

TL2H

6924

L9ZA
99¢H
9921

€923
2921
192h

64cH

TSEW
0GeEM
6%€Q
8%€T

vbea
£veq
ched
TPEI
oved
6€ed
8EEA
LgEH
feotots
Seey
veer
€eed
ceed

62eY
8CEM

SceM
245

[44:%S

0Ted

NITROGEN METABOLITE REPRESSION REGULATOR NMRA

8T€EL
LTEA
9TeY

e Molecule 1

10%

31%

59%

Chain E

SeTd

0€Td
62TV

9T1d
STTA

86V

S6'1

08N

9.1
S.H

LA
TLd

eIV

TTA
0oTA

9TTA
gged

8121

91TI

j414:8

TTTH

60zh
80zd

cozh

L

L6TD

€711

1543

8ETA
LETR

c8cd
1823

6,271

9.Tk
Slcd
X4

TLTH
L92A
2921
92T
zSTA
8hTA
124N
heh

574
THTA

0%TA

8€TH
Lea
9€T1
Secy

ceed

6220
8TcA

2GeT
0GeEM
6%€d
8YET
9YEN
£ved

0%ed
6€€4

ogeyd
SEEV

geed

62ed
8ZEM

i£4°9)

ozed

LIEA

NITROGEN METABOLITE REPRESSION REGULATOR NMRA

e Molecule 1

10%

35%

54%

Chain F

.80

8L

9.1
SLH

cLa
TLd

69L
890

991
S9d
P94
€9N

LS80

RLDWIDE

G617

[4:]}

8%

ova
Sva

549

Ui

9EA

vev
T€H
¥z
€Ty
{44}
1271

6TV
8TV

€TV

0TA

LL
o

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 2VvUU

Page 10

T0CT
L6TD
96TA
S61a

261V

0671

881d

€81d
281a

8LTH

9L12

ZA
TL1d
OLIH
6971
99Th
0971

9GIN
SGTN

€4TX
[4h9)

671X
8¥IA
PAAYS
15291
LETR
Se€Td
0€Td
62TV
8CTTH
SCTA

1118

007

86V

96V

vea

LLTd
9LTR

eLTY
CTLTH
TL2H

6924
L9TA

99zd
S9T1

€923
2921
192h

69CH
89T

€9CN

ST

8vTA

izd)]
£9TA

TVl
oA
6€cH
8€TH
LeeN
9€TT

vecy
€ETS

0ETY

Pradi}
9ZTA

vees
£2T1

8121

V1CH

(414

602h
802d
L02ZH

(4191

6v€d

oved
6€€4
8EEA

SEEV
YeEER
£eeq
0€€a
62eY
8TEM
ozed

9T€Y

8cd
1822

e Molecule 1

6.1

NITROGEN METABOLITE REPRESSION REGULATOR NMRA

9%

31%

58%

Chain G

0€Td
62TV

LTTH
9T1d
STTA
YTV
(447
L11S
OTTA
LOTH

00T

9D

8€S

vev

0E€H

8TA

74
£

121

oTeh
gged
443
£2C1
[44an

61CL
8121

44
TTTh
012y
60zh
80zd

90za

Tozh

L

L6TD

Y6TH

S8TI

€81d
081d
6LTV
8LTH

SLTd
YLIL

69711
89714

99Th

19Td
0971

9STN
SGTN

€GTA

LyTd
OYTL

911

6ETYH

SeTd

ceTd

08¢d
6.1

9LTA

.28

6924

L9g2A
99¢H

€923
2921
192h

692H
95TA
G92d
ity

0S2I

8¥%cA

ST
Heh
£7TA
TYTA

o%cA
6€£cH

9€T1

434S

2eTd

Lzeh

£bex
Zhed

0%ed
6€€4
8EEN

9EeY
QEEY
YEER
€Eeed
ceed

62eY

e

NITROGEN METABOLITE REPRESSION REGULATOR NMRA

2ced

8TEL

e Molecule 1

38%

52%

Chain H

Y6TH

261V

0671

081d

8LTH

oL13
SL14

TL1a

OLTH
6911
8972
LITH
9910

€917d
[4°29S
T91d
0971
6G1S
8GTL

9GIN
SGIN

€GTA

TS1D

PAAYS

3

€911

P11

8ETA
LETA

Se€TH
YETA

TETH

9¢1d

€C1d

ST11a

901D

T0oTY
00T

08¢d
6.1

CTLTH

6924
89CTA
L9TA

9921
9Ty
€923
2921
192h
0923
69zH

LSTH
99TA

€9CN
TSTA

0821

8¥TA

wveh
£9TA

TPTL
0%cA

LETN

cecd
ey

8TTA
Pkdd}

gqgTd
vees

L1Ty

4148

(4148
TTCH

60zh
80zd

T0TT
0021

L61D
96TA
S61d

0GEM

8veT

oved
6eed
8EEA

SEEY
YEER
€eed

62€Y
8TEM
LTeD

745}

[44S

0Ted

8TEL
LTEA

STED

2824

e Molecule 2

TSEN

NITROGEN REGULATORY PROTEIN AREA

35%

60%

Chain 1

TIL1
TILS

604d

L0LA

Y0LH

L690

1690

6893

NITROGEN REGULATORY PROTEIN AREA

9894
v89M

LL94

SLON

€L90
TLOL
TL9L

e Molecule 2

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



Page 11 Full wwPDB X-ray Structure Validation Report

2VUU

Chain J: 65% 30%

[ ] [

- o m 10 ~ MYDONONO = N~ D
N~ ~ N~ o © © © o o B o
© © © © se8 8 © © @R
BB O = = A= <= o O [

e Molecule 2: NITROGEN REGULATORY PROTEIN AREA
2%

. -
Chain K: 44% 47%

[ ]
[ =] ™ © = 2]
N~ © 0w ) O
© © © © © ~
o A s | =

e Molecule 2: NITROGEN REGULATORY PROTEIN AREA

N687
E689

(=3
)
©
S

Q691
P692
L1693
V707
P709
S711

5%
. _—
Chain L: 33% 53%

(] (]
[} 0 o O
oo O
ERMERRE
PR~ ]

e Molecule 2: NITROGEN REGULATORY PROTEIN AREA

- o < © ~ [ X=2 & 10 ~ o - < 10 © [ =]
~ N~ ~ o~ K~ © o © © © D O D o o ome ©m
© © © © © © © © © © © © © © 2333 R
3] (s3> (S == =@ = B oA O =< Py

50/ o

. f—
Chain M: 72% 19%

T679
E688 @

<
©
©
~

R685
G697
F699
H703

P708

B nibel ok

e Molecule 2: NITROGEN REGULATORY PROTEIN AREA
5%

. —_—
Chain N: 58% 40%

e Molecule 2: NITROGEN REGULATORY PROTEIN AREA
5%
Chain O: - 60% 30%

o0
HAN  © ONODO o 10 o m o
NN mmhmme 0 0 0 0 O mmd O O
©©O © ©OOoOOoOO © SN~
BEER O mEaMoso = () a A

e Molecule 2: NITROGEN REGULATORY PROTEIN AREA

20/0
. =
Chain P: 53% 44%

<
~
©
3]

7%

7%

——
5% 5%



Page 12 Full wwPDB X-ray Structure Validation Report 2VvUU
4 Data and refinement statistics (i)
Property Value Source
Space group H3 Depositor
Cell constants 231.73A  231.73A 223.45A .
Depositor
a, b, c, a, B,y 90.00° 90.00°  120.00°
. 29.86 — 2.80 Depositor
Resolution (4) 20.86 — 2.80 EDS
% Data completeness 99.9 (29.86-2.80) Depositor
(in resolution range) 100.0 (29.86-2.80) EDS
Rinerge 0.14 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.60 (at 2.80A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.232 , 0.287 Depositor
» Phfree 0.232 , 0.287 DCC
Rree test set 5547 reflections (5.04%) DCC
Wilson B-factor (A?) 50.8 Xtriage
Anisotropy 0.101 Xtriage
Bulk solvent kyo(e/A?), By (A?) (Not available) , (Not available) EDS
Estimated twinning fraction 0.459 for h,-h-k,-1 Xtriage
L-test for twinning? < |L| > =047, < L* > = 0.29 Xtriage
Outliers 0 of 110085 reflections Xtriage
F,.F. correlation 0.95 EDS
Total number of atoms 23588 wwPDB-VP
Average B, all atoms (A?) 49.0 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 21.37 % 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 7.1182e-03. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

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

5.1 Standard geometry (i)

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

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

. Bond lengths Bond angles
Mol | Chain | p\1q7 #é\ >5 | RMSZ #é\ >5
1 A 0.43 0/2606 0.68 1/3557 (0.0%)
1 B 0.42 0/2617 0.68 0/3571
1 C 0.42 0/2606 0.66 0/3557
1 D 0.44 | 0/2617 | 0.71 | 2/3571 (0.1%)
1 E 0.43 0/2606 0.68 1/3557 (0.0%)
1 F 0.45 0/2606 0.69 0/3557
1 G 0.43 0/2617 0.68 0/3571
1 H 0.42 0/2615 0.67 0/3569
2 I 0.42 0/334 0.65 0/456
2 J 0.41 0/334 0.65 0/456
2 K 0.44 0/334 0.63 0/456
2 L 0.49 0/334 0.77 0/456
2 M 0.44 0/334 0.64 0/456
2 N 0.38 0/334 0.64 0/456
2 O 0.40 0/326 0.64 0/445
2 P 0.39 0/334 0.64 0/456
All All 0.43 | 0/23554 | 0.68 | 4/32147 (0.0%)

There are no bond length outliers.

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 D 284 | ARG | NE-CZ-NH1 | 6.51 123.56 120.30
1 D 284 | ARG | NE-CZ-NH2 | -5.58 117.51 120.30
1 E 167 | MET N-CA-C -5.12 97.19 111.00
1 A 167 | MET N-CA-C -5.08 97.29 111.00

There are no chirality outliers.

There are no planarity outliers.
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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 2530 0 2476 98 0
1 B 2541 0 2489 107 0
1 C 2530 0 2476 108 0
1 D 2541 0 2489 106 0
1 E 2530 0 2476 83 0
1 F 2530 0 2476 98 0
1 G 2541 0 2489 101 0
1 H 2539 0 2484 113 0
2 I 326 0 326 20 0
2 J 326 0 326 12 0
2 K 326 0 327 19 0
2 L 326 0 326 30 0
2 M 326 0 326 21 0
2 N 326 0 326 14 0
2 O 318 0 315 17 0
2 P 326 0 326 19 0
3 A 48 0 25 2 0
3 B 48 0 25 1 0
3 C 48 0 25 1 0
3 D 48 0 25 2 0
3 B 48 0 25 0 0
3 F 48 0 25 1 0
3 G 48 0 25 0 0
3 H 48 0 25 2 0
4 I 1 0 0 0 0
4 J 1 0 0 0 0
4 K 1 0 0 0 0
4 L 1 0 0 0 0
4 M 1 0 0 0 0
4 N 1 0 0 0 0
4 O 1 0 0 0 0
4 P 1 0 0 0 0
D A 32 0 0 0 0
d B 26 0 0 0 0
d C 39 0 0 3 0
d D 36 0 0 3 0
D E 42 0 0 4 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
d F 33 0 0 1 0
3 G 41 0 0 4 0
> H 33 0 0 4 0
3 I 4 0 0 1 0
3 J 3 0 0 0 0
d K 4 0 0 2 0
d L 4 0 0 0 0
d M 5 0 0 0 0
S N 3 0 0 0 0
3 O 6 0 0 0 0
3 P 3 0 0 0 0

All All 23588 0 22653 939 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 20.

All (939) close contacts within the same asymmetric unit are listed below, sorted by their clash

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

2:M:686:ASN:HB2 2:M:690:GLN:HB2 1.20 1.11
1:D:239:ARG:HB3 1:D:239:ARG:HH11 1.20 1.06
1:F:82:THR:HG22 | 3:F:1353:NAP:H51N 1.36 1.03
1:C:82:THR:HG22 | 3:C:1353:NAP:H51N 1.40 1.02
1:C:166:GLN:HE21 1:C:168:GLU:HB2 1.22 1.01
1:E:349:ASP:HB2 1:E:352:LEU:HD12 1.44 0.99
1:B:82: THR:HG22 | 3:B:1353:NAP:H51N 1.45 0.98
1:B:239:ARG:HB3 1:B:239:ARG:NH1 1.79 0.98
1:B:38:SER:HA 1:B:57:GLN:HE21 1.31 0.96
1:D:239:ARG:HB3 1:D:239:ARG:NH1 1.80 0.94
1:B:239:ARG:HB3 1:B:239:ARG:HH11 1.31 0.93
1:F:178:HIS:ND1 1:F:243:VAL:HB 1.84 0.93
1:E:343:GLU:OE1 1:E:348:LEU:HD12 1.71 0.91
1:H:248: VAL:HG11 | 1:H:262:LEU:HD22 1.55 0.89
1:H:97:ASP:HB3 1:H:101:ARG:HH12 1.37 0.89
1:C:316:ARG:HA 1:C:316:ARG:CZ 2.03 0.88
1:H:208:PRO:O 1:H:212:ASN:HB2 1.74 0.87
1:G:161:PRO:HA 1:G:166:GLN:OE1 1.75 0.86
1:A:178:HIS:CD2 1:A:243:VAL:HB 2.10 0.86
1:B:188:PRO:HB2 1:B:219:THR:HG21 1.57 0.86
1:A:41:GLY:O 1:A:45:GLU:HG2 1.73 0.86
1:C:256:VAL:O 1:C:260:GLU:HG3 1.75 0.85

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:C:16:ARG:HH11 1:C:155:ASN:ND2 1.75 0.84
1:F:84:GLN:HE21 1:F:84:GLN:H 1.25 0.84
1:D:180:PRO:HA 1:D:244:GLN:HE21 1.43 0.82
2:1:687:ASN:HD21 2:1:691:GLN:H 1.27 0.82
1:G:174: THR:HG23 1:G:239:ARG:O 1.80 0.82
1:G:259:ARG:O 1:G:263:GLU:HG3 1.80 0.81
2:P:674:. THR:HG22 2:P:692:PRO:O 1.80 0.81
1:G:166:GLN:HE21 1:G:168:GLU:HB2 1.44 0.81
1:C:259:ARG:O 1:C:263:GLU:HG3 1.80 0.81
1:D:234:ARG:HD3 1:H:237:ASN:HA 1.63 0.81
1:H:169:LEU:HD13 1:H:175:PHE:CZ 2.15 0.81
1:A:38:SER:HA 1:A:57:GLN:HE21 1.46 0.80
2:M:686:ASN:CB 2:M:690:GLN:HB2 2.08 0.80
1:H:259:ARG:O 1:H:263:GLU:HG3 1.81 0.80
1:B:254:1LE:HB 1:B:255:PRO:HD2 1.63 0.80
1:F:160:LEU:O 1:F:166:GLN:HG3 1.82 0.80
1:A:82:THR:HG22 | 3:A:1353:NAP:H51IN 1.62 0.79
1:H:335:ALA:O 1:H:340:PRO:HD3 1.82 0.79
1:A:316:ARG:HA 1:A:316:ARG:HE 1.48 0.79
1:B:256:VAL:O 1:B:260:GLU:HG3 1.82 0.78
1:B:235:ALA:HB1 1:B:336:ARG:HB2 1.65 0.78
1:C:161:PRO:HA 1:C:166:GLN:OE1 1.83 0.78
1:G:339:PHE:HB3 1:G:340:PRO:HD3 1.65 0.78
1:D:38:SER:HA 1:D:57:GLN:HE21 1.45 0.78
2:J:671:THR:HG22 2:J:672:THR:H 1.49 0.78
2:L:671: THR:HG22 | 2:L:672:THR:HG22 1.65 0.78
1:E:10:VAL:HG21 1:E:22:ILE:HD11 1.63 0.78
1:A:261:GLN:HE21 1:A:265:ILE:HD11 1.48 0.77
1:A:343:GLU:HG3 1:A:350: TRP:HZ2 1.49 0.77
1:B:135:GLU:HG3 1:B:147:PHE:CE1 2.19 0.77
2:P:687:ASN:HD22 2:P:689:GLU:HB2 1.48 0.77
1:D:24:VAL:HG12 1:D:201:LEU:HD22 1.66 0.76
2:K:671:THR:HG21 5:K:2002:HOH:O 1.85 0.76
2:M:686:ASN:HB2 2:M:690:GLN:CB 2.09 0.76
1:A:339:PHE:HB3 1:A:340:PRO:HD3 1.68 0.75
1:G:335:ALA:O 1:G:340:PRO:HD3 1.86 0.75
2:P:681: THR:HG21 2:P:695:ASN:H 1.51 0.75
1:A:235:ALA:HB1 1:A:336:ARG:HB2 1.68 0.75
2:1:686:ARG:HE 2:1:690:GLY:HA2 1.51 0.75
1:F:7:THR:H 1:F:75:HIS:HD2 1.35 0.75
1:D:318:THR:O 1:D:322:ARG:HG3 1.86 0.75

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

1:F:259:ARG:O 1:F:263:GLU:HG3 1.87 0.74
1:E:248:VAL:HG11 1:E:262:LEU:HD13 1.70 0.74
1:D:325: TRP:HZ3 2:1:699:LEU:HD22 1.51 0.74
1:E:339:PHE:HB3 1:E:340:PRO:HD3 1.68 0.73
1:A:175:PHE:HB2 1:A:240:VAL:HG22 1.68 0.73
2:L:687:ASN:CG 2:L:688:PRO:HD?2 2.09 0.73
1:G:208:PRO:O 1:G:212:ASN:HB2 1.89 0.73
1:D:239:ARG:CB 1:D:239:ARG:HH11 2.01 0.73
1:E:235:ALA:HB1 1:E:336:ARG:HB2 1.71 0.73
2:L:686:ARG:HB3 2:L:691:GLN:H 1.54 0.72
1:E:335:ALA:O 1:E:340:PRO:HD3 1.89 0.72
1:F:221:GLU:OE1 1:F:223:LEU:HD11 1.89 0.72
1:D:82:THR:HG23 | 3:D:1353:NAP:H51N 1.71 0.72
2:L:673:CYS:0O 2:L:677:PHE:HA 1.89 0.72
2:M:690:GLN:HE21 2:M:690:GLN:HA 1.54 0.72
1:C:256:VAL:HA 1:C:259:ARG:HD2 1.70 0.72
1:C:16:ARG:HD3 1:C:155:ASN:HD21 1.55 0.72
1:G:206:ASP:HB2 1:G:211: TRP:HE1 1.55 0.71
1:D:259:ARG:O 1:D:263:GLU:HG3 1.90 0.71
1:C:248:VAL:HG23 1:C:266:GLU:HG2 1.73 0.71
1:C:175:PHE:HB2 1:C:240: VAL:HG22 1.72 0.71
1:H:339:PHE:HB3 1:H:340:PRO:HD3 1.71 0.71
1:H:6:LYS:HB3 1:H:75:HIS:HD2 1.55 0.71
1:F:230:ALA:O 1:F:234:ARG:HG3 1.91 0.70
1:B:277:PHE:HB3 1:B:282:PHE:HB3 1.74 0.70
2:0:687:ASN:ND2 2:0:691:GLN:HB2 2.06 0.70
1:B:38:SER:HA 1:B:57:GLN:NE2 2.04 0.70
1:C:153:TYR:HB2 1:C:156:ASN:ND2 2.06 0.70
1:B:261:GLN:O 1:B:265:1LE:HG13 1.92 0.69
1:F:84:GLN:NE2 1:F:84:GLN:H 1.89 0.69
1:H:64:VAL:HG22 5:H:2009:HOH:O 1.91 0.69
1:H:6:LYS:HB3 1:H:75:HIS:CD2 2.27 0.69
1:E:64:VAL:HG23 1:E:65:PRO:HD3 1.73 0.69
2:0:671:THR:HG22 2:0:672: THR:H 1.57 0.69
2:L:687:ASN:ND2 2:L:688:PRO:HD?2 2.08 0.69
1:H:159:SER:OG 1:H:348:LEU:HD11 1.93 0.69
1:C:343:GLU:OE1 1:C:348:LEU:HD13 1.93 0.69
1:H:38:SER:HA 1:H:57:GLN:HE21 1.57 0.69
1:C:178:HIS:ND1 1:C:243:VAL:HB 2.08 0.69
1:D:333:GLU:HG3 2:L:680: THR:HB 1.73 0.68
1:A:335:ALA:O 1:A:340:PRO:HD3 1.94 0.68

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:D:13:ALA:HB2 1:D:34:ALA:HB1 1.76 0.68
2:K:687:ASN:ND2 2:K:688:PRO:HD2 2.08 0.68
1:A:38:SER:HA 1:A:57:GLN:NE2 2.09 0.68
1:E:22:.1LE:HG12 1:E:32:VAL:HG11 1.74 0.68
1:H:279.LEU:H 1:H:279:LEU:HD12 1.57 0.68
1:H:38:SER:HA 1:H:57:GLN:NE2 2.09 0.67
2:N:687:ASN:C 2:N:689:GLU:H 1.94 0.67
1:H:167:MET:CE 1:H:240:VAL:HG11 2.24 0.67
5:C:2035:HOH:O 2:K:680: THR:HG22 1.93 0.67
1:H:268: VAL:HG23 1:H:269:PHE:CD1 2.30 0.67
1:E:178:HIS:ND1 1:E:243:VAL:HB 2.08 0.67
1:H:264:ALA:O 1:H:268:VAL:HG22 1.93 0.67
1:F:24:VAL:HG12 1:F:201:LEU:CD1 2.23 0.67
1:B:318:THR:HB 1:B:322:ARG:HE 1.60 0.67
1:C:335:ALA:O 1:C:340:PRO:HD3 1.95 0.67
1:D:335:ALA:O 1:D:340:PRO:HD3 1.95 0.67
2:L:674: THR:HG22 2:L:692:PRO:O 1.93 0.67
1:B:161:PRO:HA 1:B:166:GLN:OE1 1.94 0.66
1:H:250:ILE:HG22 1:H:250:ILE:O 1.95 0.66
1:F:75:HIS:O 1:F:76:LEU:HD23 1.96 0.66
1:H:7:THR:H 1:H:75:HIS:HD2 1.42 0.66
1:D:183:PRO:O 1:D:226:VAL:HG23 1.95 0.66
2:0:695:ASN:O 2:0:699:LEU:HB2 1.95 0.65
1:D:336:ARG:HD?2 1:D:337:GLU:OE2 1.96 0.65
1:F:335:ALA:O 1:F:340:PRO:HD3 1.96 0.65
1:B:135:GLU:HG3 1:B:147:PHE:CD1 2.30 0.65
1:F:339:PHE:HB3 1:F:340:PRO:HD3 1.78 0.65
1:F:24:VAL:HG12 1:F:201:LEU:HD11 1.79 0.65
1:D:180:PRO:HA 1:D:244:GLN:NE2 2.11 0.65
1:A:152:ILE:HG23 1:A:276: TYR:CE2 2.31 0.65
1:C:332:GLU:HG2 1:C:336:ARG:HH12 1.61 0.65
1:G:166:GLN:NE2 1:G:168:GLU:HB2 2.11 0.65
1:H:13:ALA:HB2 1:H:34:ALA:HB1 1.79 0.65
1:F:13:ALA:HB2 1:F:34:ALA:HB1 1.79 0.65
1:A:160:LEU:O 1:A:166:GLN:HG3 1.97 0.65
1:B:178:HIS:ND1 1:B:243:VAL:HB 2.12 0.65
1:C:338: VAL:HG12 1:C:342:GLU:HG3 1.79 0.65
1:H:7:THR:H 1:H:75:HIS:CD2 2.15 0.65
1:A:248:VAL:HG11 | 1:A:262:LEU:HD22 1.79 0.64
1:C:24:VAL:HG12 1:C:201:LEU:HD22 1.78 0.64
2:P:681: THR:HG22 2:P:683:LEU.H 1.61 0.64
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:G:13:ALA:HB2 1:G:34:ALA:HB1 1.79 0.64
1:A:182:ASP:HB3 1:A:185:ILE:HB 1.78 0.64
1:F:170:MET:HG3 1:F:176:GLU:OE2 1.97 0.64
1:D:169:LEU:HD13 1:D:175:PHE:CZ 2.33 0.64
1:H:69:THR:HA 1:H:72:GLU:OE2 1.98 0.63
1:C:254:1LE:H 1:F:253:ASN:HD21 1.47 0.63
1:A:13:ALA:HB2 1:A:34:ALA:HB1 1.78 0.63
1:B:13:ALA:HB2 1:B:34:ALA:HB1 1.79 0.63
1:B:&:ILE:HG12 1:B:76:LEU:HD12 1.81 0.63
2:K:687:ASN:HB3 2:K:691:GLN:HG3 1.81 0.63
2:I:712:LEU:HD12 5:1:2004:HOH: O 1.97 0.63
1:F:248:VAL:HG11 1:F:262:LEU:HD22 1.79 0.63
1:F:10:VAL:HG21 1:F:22:ILE:HD11 1.78 0.63
2:M:684:ARG:HE 2:M:694:ASN:ND2 1.96 0.63
1:H:167:MET:HE1 1:H:240:VAL:HG11 1.81 0.63
2:J:671: THR:HG22 2:J:672:THR:N 2.13 0.63
1:B:208:PRO:O 1:B:212:ASN:HB2 1.98 0.63
1:B:7:THR:H 1:B:75:HIS:HD2 1.45 0.63
1:C:318: THR:O 1:C:322:ARG:HG3 1.99 0.63
1:G:248:VAL:HG11 | 1:G:262:LEU:HD22 1.81 0.63
1:H:143:LEU:HD23 1:H:144:PRO:HD2 1.79 0.62
1:F:125:VAL:HG21 1:F:128: TRP:HE3 1.63 0.62
1:C:349:ASP:C 1:C:351:MET:H 2.03 0.62
1:F:111:SER:HA 1:F:148: VAL:HG23 1.81 0.62
1:A:316:ARG:HA 1:A:316:ARG:NE 2.15 0.62
2:1:687:ASN:HD21 2:1:691:GLN:N 1.98 0.62
1:G:211: TRP:CZ2 1:G:324:.LEU:HD21 2.34 0.62
1:A:349:ASP:HA 1:A:351:MET:SD 2.39 0.62
1:H:195:ASP:OD1 1:H:328: TRP:HA 1.98 0.62
1:A:259:ARG:O 1:A:263:GLU:HG3 1.98 0.62
2:J:687:ASN:OD1 2:J:691:GLN:HB2 2.00 0.62
1:E:348:LEU:O 1:E:351:MET:HE1 1.99 0.62
2:1:673:CYS:O 2:1:677:PHE:HA 2.00 0.62
1:D:47:LEU:HA 1:D:50:ILE:HD12 1.81 0.62
1:F:125:VAL:HG23 1:F:128: TRP:HB2 1.82 0.61
1:E:13:ALA:HB2 1:E:34:ALA:HB1 1.81 0.61
1:G:38:SER:HA 1:G:57:GLN:HE21 1.64 0.61
1:C:168:GLU:HG2 1:C:170:MET:SD 2.40 0.61
1:G:206:ASP:CB 1:G:211: TRP:HE1 2.13 0.61
1:H:248:VAL:O 1:H:250:ILE:HD12 2.00 0.61
1:B:259:ARG:O 1:B:263:GLU:HG3 2.00 0.61

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

1:C:343:GLU:HG3 1:C:350: TRP:HZ2 1.65 0.61
1:G:169:LEU:HB2 1:G:175:PHE:CE1 2.35 0.61
1:D:339:PHE:HB3 1:D:340:PRO:HD3 1.81 0.61
1:E:214:HIS:CD2 1:F:214:HIS:HE1 2.19 0.61
1:C:316:ARG:NH1 1:C:316:ARG:HA 2.15 0.61
1:D:39:LEU:H 1:D:57:GLN:NE2 1.99 0.61
1:C:166:GLN:NE2 1:C:168:GLU:HB2 2.05 0.61
1:C:262:LEU:O 1:C:266:GLU:HG3 2.00 0.61
1:G:127:-MET:SD 1:G:261:GLN:HG2 2.41 0.61
1:F:69: THR:HA 1:F:72:GLU:OE2 2.00 0.61
1:D:24:VAL:CG1 1:D:201:LEU:HD22 2.31 0.60
1:A:183:PRO:HG3 1:A:242:TYR:HE2 1.65 0.60
1:C:170:MET:HB2 1:C:174:.THR:HG22 1.83 0.60
2:P:681:THR:CG2 2:P:695:ASN:H 2.12 0.60
2:M:684:ARG:HE 2:M:694:ASN:HD22 1.50 0.60
1:C:208:PRO:O 1:C:212:ASN:HB2 2.00 0.60
1:F:195:ASP:OD1 1:F:328: TRP:HA 2.02 0.60
1:E:320:GLU:HG3 5:E:2034:HOH:O 2.01 0.60
1:H:160:LEU:O 1:H:166:GLN:HG3 2.00 0.60
1:C:13:ALA:HB3 1:C:36:VAL:HG12 1.84 0.60
1:B:41:GLY:O 1:B:45:GLU:HG2 2.02 0.60
1:A:8:ILE:HG12 1:A:76:LEU:HD12 1.82 0.60
1:E:195:ASP:0OD1 1:E:328: TRP:HA 2.01 0.60
1:G:183:PRO:O 1:G:226:VAL:HG23 2.01 0.60
1:D:53:VAL:HG12 1:D:55:LEU:CD1 2.32 0.60
1:C:194:HIS:ND1 1:C:195:ASP:0OD1 2.31 0.60
1:G:24:VAL:HG12 1:G:201:LEU:HD12 1.81 0.60
1:F:40:LYS:HD3 5:F:2005:HOH:O 2.00 0.60
2:0:699:LEU:O 2:0:703:LEU:HG 2.03 0.59
1:C:16:ARG:CD 1:C:155:ASN:HD21 2.15 0.59
2:N:687:ASN:C 2:N:689:GLU:N 2.55 0.59
1:A:343:GLU:HG3 1:A:350: TRP:CZ2 2.34 0.59
1:D:336:ARG:HH12 2:L:679:GLN:NE2 2.00 0.59
1:G:262:LEU:O 1:G:266:GLU:HG3 2.02 0.59
1:D:279:LEU:HD12 1:D:282:PHE:CE1 2.38 0.59
1:F:125:VAL:HG21 1:F:128: TRP:CE3 2.37 0.59
1:C:135:GLU:HG3 1:C:147:PHE:CD1 2.38 0.59
1:B:192:ALA:HA 1:B:196:VAL:HG23 1.84 0.59
2:P:701:LEU:HD12 2:P:701:LEU:O 2.03 0.59
1:C:127:MET:O 1:C:128:TRP:HD1 1.85 0.59
1:B:236:LEU:O 1:B:238:ARG:HG3 2.02 0.59
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:174:THR:HG22 1:A:239:ARG:HB3 1.85 0.59
1:B:318: THR:O 1:B:322:ARG:HG3 2.03 0.59
1:B:16:ARG:HD3 1:B:155:ASN:HD21 1.68 0.59
1:D:337:GLU:O 1:D:341:ILE:HD12 2.02 0.59
1:A:265:ILE:O 1:A:269:PHE:HD1 1.86 0.59
1:G:129:ALA:HB3 1:G:130:PRO:HD3 1.85 0.59
1:D:7:THR:H 1:D:75:HIS:HD2 1.49 0.58
1:B:178:HIS:CE1 1:B:243:VAL:HB 2.39 0.58
1:A:13:ALA:HB3 1:A:36:VAL:HG12 1.84 0.58
1:B:263:GLU:O 1:B:267:VAL:HG23 2.04 0.58
1:C:208:PRO:HD2 1:C:209:GLN:OE1 2.03 0.58
1:D:119:TYR:CZ 1:D:279:LEU:HD23 2.38 0.58
1:E:42:LEU:HD22 1:E:43:ILE:HD13 1.85 0.58
1:A:160:LEU:HB3 1:A:161:PRO:HD2 1.86 0.58
1:C:14: THR:HG22 1:C:43:ILE:HG22 1.86 0.58
1:F:183:PRO:O 1:F:226:VAL:HG12 2.03 0.58
1:F:137:'TYR:HE1 1:F:141:LEU:HD11 1.68 0.57
1:C:172:ASP:0OD2 1:C:174: THR:HG22 2.05 0.57
1:C:66:LEU:HD23 1:C:66:LEU:C 2.24 0.57
1:D:336:ARG:HH12 | 2:L:679:GLN:HE22 1.52 0.57
1:F:208:PRO:HD2 1:F:209:GLN:OE1 2.03 0.57
1:B:239:ARG:HH11 1:B:239:ARG:CB 2.09 0.57
1:A:183:PRO:HG3 1:A:242: TYR:CE2 2.38 0.57
1:H:31:HIS:HD2 5:H:2002:HOH:O 1.88 0.57
1:H:279:.LEU:H 1:H:279:LEU:CD1 2.17 0.57
1:F:63:ASN:ND2 1:F:66:LEU:HB2 2.19 0.57
1:E:237:ASN:O 1:E:238:ARG:HG2 2.04 0.57
1:A:42:LEU:O 1:A:45:GLU:HG3 2.05 0.57
1:G:60:LEU:N 1:G:60:LEU:HD12 2.19 0.57
1:E:64:VAL:HA 1:E:67:-MET:HG3 1.86 0.57
1:C:13:ALA:HB2 1:C:34:ALA:HB1 1.86 0.56
1:C:38:SER:HA 1:C:57:GLN:OE1 2.04 0.56
1:D:100:LYS:HD2 1:D:141:LEU:HD13 1.87 0.56
2:P:687:ASN:ND2 2:P:689:GLU:HB2 2.20 0.56
1:B:253:ASN:OD1 1:D:259:ARG:NH2 2.36 0.56
2:0:671: THR:HG22 2:0:672: THR:N 2.20 0.56
2:J:687:ASN:ND2 2:J:689:GLU:HG2 2.20 0.56
1:F:208:PRO:HB2 1:F:212:ASN:HB2 1.88 0.56
2:0:676:CYS:HA 2:0:710:LEU:HD11 1.88 0.56
1:E:349:ASP:CB 1:E:352:LEU:HD12 2.29 0.56
1:H:256:VAL:O 1:H:260: GLU:HG3 2.06 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)
1:F:137.TYR:CE1 1:F:141:LEU:HD11 2.40 0.56
1:F:182:ASP:HB2 1:F:273:LYS:NZ 2.20 0.56
1:B:349:ASP:HB2 1:B:352:LEU:HD12 1.88 0.56
2:0:699:LEU:HD22 | 2:0:703:LEU:HD11 1.88 0.56
1:F:66:LEU:HD23 1:F:66:LEU:C 2.26 0.56
1:C:64:VAL:N 1:C:65:PRO:CD 2.68 0.56
1:F:24:VAL:CG1 1:F:201:LEU:HD12 2.35 0.56
1:B:164:LEU:HD11 1:B:181:PHE:CE2 2.41 0.56
1:C:178:HIS:HA 1:C:243:VAL:O 2.06 0.56
1:B:7:THR:H 1:B:75:HIS:CD2 2.24 0.56
1:A:24:VAL:HA 2:1:709:PRO:HG3 1.87 0.56
2:M:685:ARG:HA 2:M:690:GLN:O 2.06 0.55
1:G:174: THR:HG22 1:G:175:PHE:O 2.06 0.55
1:C:66:LEU:O 1:C:66:LEU:HD23 2.06 0.55
1:E:208:PRO:O 1:E:212:ASN:HB2 2.07 0.55
1:B:190:LEU:HD?22 1:B:218:LEU:O 2.06 0.55
1:G:64:VAL:N 1:G:65:PRO:CD 2.69 0.55
1:A:318:THR:O 1:A:322:ARG:HG3 2.07 0.55
1:C:160:LEU:HB3 1:C:161:PRO:HD2 1.88 0.55
1:A:182:ASP:HA 1:A:244:GLN:HE21 1.71 0.55
1:A:194:HIS:ND1 1:A:195:ASP:OD1 2.36 0.55
1:G:232:PHE:HB3 1:G:240:VAL:HG21 1.88 0.55
1:E:24:VAL:HG13 2:M:699:PHE:CZ 2.41 0.55
1:F:129:ALA:HB3 1:F:130:PRO:HD3 1.86 0.55
1:G:174: THR:HG22 1:G:175:PHE:N 2.22 0.55
1:D:80:ASN:HA 5:D:2015:HOH:O 2.07 0.55
1:A:97:ASP:O 1:A:101:ARG:HG3 2.07 0.55
2:N:686:ARG:HE 2:N:690:GLY:HA2 1.71 0.55
2:1:675:ASN:HB3 2:1:697:CYS:SG 2.47 0.55
1:F:34:ALA:HB3 1:F:55:LEU:HD23 1.88 0.55
1:C:164:LEU:HD11 1:C:181:PHE:CE2 2.42 0.55
1:H:137:TYR:HE1 1:H:141:LEU:HD11 1.72 0.55
1:E:66:LEU:HD23 1:E:66:LEU:C 2.26 0.55
2:1:687:ASN:HD22 2:1:687:ASN:N 2.05 0.54
1:H:160:LEU:HB3 1:H:161:PRO:HD2 1.89 0.54
1:F:349:ASP:CB 1:F:352:LEU:HD12 2.37 0.54
1:E:71:PHE:CE2 1:E:98:ALA:HB3 2.42 0.54
1:H:8:ILE:HG12 1:H:76:LEU:HD12 1.90 0.54
1:F:67:MET:SD 1:F:94:ASP:HB3 2.47 0.54
1:C:16:ARG:HH11 1:C:155:ASN:HD21 1.52 0.54
1:H:75:HIS:HB3 1:H:106:GLN:NE2 2.22 0.54
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Atom-1 Atom-2 distance (A) | overlap (A)
1:B:46:GLU:O 1:B:49:ALA:HB3 2.07 0.54
1:E:35:GLN:HG3 1:E:60:LEU:HD21 1.88 0.54
1:A:66:LEU:HD12 1:A:66:LEU:O 2.08 0.54
1:B:160:LEU:HB3 1:B:161:PRO:HD2 1.89 0.54
1:A:256:VAL:O 1:A:259:ARG:N 2.39 0.54
1:B:169:LEU:HB2 1:B:175:PHE:CE1 2.42 0.54
1:H:175:PHE:O 1:H:240:VAL:HA 2.07 0.54
1:H:64:VAL:N 1:H:65:PRO:CD 2.69 0.54
1:B:169:LEU:HD13 1:B:175:PHE:CZ 2.42 0.54
2:1:687:ASN:ND2 2:1:691:GLN:H 2.00 0.54
1:C:194:HIS:HE1 1:C:327:GLY:O 1.91 0.54
1:C:254:1LE:HG13 1:C:259:ARG:HG2 1.88 0.54
1:C:179:ALA:HB3 1:C:242:TYR:OH 2.07 0.54
1:C:256: VAL:HA 1:C:259:ARG:CD 2.38 0.54
2:L:699:LEU:HD23 2:L:699:LEU:O 2.07 0.54
1:E:66:LEU:HD23 1:E:66:LEU:O 2.07 0.54
2:L:685:ARG:C 2:L:686:ARG:HG3 2.27 0.54
2:K:674: THR:HG21 2:K:691:GLN:NE2 2.22 0.54
1:C:135:GLU:HG3 1:C:147:PHE:CE1 2.43 0.54
2:1:689:GLU:O 2:1:689:GLU:HG?2 2.08 0.54
1:H:318:THR:O 1:H:322: ARG:HG3 2.08 0.54
1:F:71:PHE:CE2 1:F:98:ALA:HB3 2.43 0.54
2:K:681: THR:HG23 2:K:683:LEU:H 1.73 0.54
1:C:339:PHE:HB3 1:C:340:PRO:HD3 1.89 0.53
1:A:159:SER:HA 1:A:167:MET:O 2.07 0.53
1:B:119:TYR:CE1 1:B:279:LEU.HD23 2.43 0.53
1:C:247:LYS:HA 1:C:266:GLU:OE1 2.08 0.53
1:H:123:PRO:HD2 1:H:268:VAL:HG12 1.89 0.53
1:E:349:ASP:HA 1:E:351:MET:HE1 1.89 0.53
1:E:335:ALA:O 1:E:339:PHE:HB3 2.09 0.53
1:C:6:LYS:H 1:C:30:HIS:CE1 2.27 0.53
1:B:151:GLY:HA3 1:B:219: THR:HG22 1.91 0.53
1:E:182:ASP:HA 1:E:244:GLN:OE1 2.08 0.53
2:P:676:CYS:HA 2:P:710:LEU:HD11 1.89 0.53
1:A:343:GLU:OE2 1:A:348:LEU:HD12 2.07 0.53
2:0:691:GLN:OE1 2:0:691:GLN:HA 2.09 0.53
1:G:267:VAL:O 1:G:271:GLU:HB3 2.08 0.53
2:P:711:SER:O 2:P:712:LEU:HB2 2.08 0.53
1:D:244:GLN:NE2 1:D:245:VAL:O 2.42 0.53
1:A:183:PRO:HA 1:A:225:PRO:HB2 1.91 0.53
1:C:195:ASP:0OD1 1:C:328: TRP:HA 2.09 0.53
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1:D:343:GLU:HG3 1:D:350: TRP:HZ2 1.74 0.53
2:K:687:ASN:O 2:K:689:GLU:N 2.41 0.53
1:F:248: VAL:HG23 1:F:266:GLU:HG2 1.90 0.53
1:C:225:PRO:HB3 1:C:242:TYR:CE1 2.44 0.53
1:F:174: THR:HB 1:F:239:ARG:O 2.09 0.53
1:E:64:VAL:CG2 1:E:65:PRO:HD3 2.37 0.53
1:H:158: THR:OG1 1:H:160:LEU:HG 2.08 0.53
1:B:279:LEU:O 1:B:283:SER:N 2.40 0.53
1:C:211: TRP:CZ2 1:C:324:LEU:HD21 2.43 0.53
1:A:135:GLU:HG3 1:A:147:PHE:CE1 2.44 0.53
1:G:248:VAL:HG23 1:G:266:GLU:HG2 1.90 0.52
1:D:233:SER:HB2 1:D:240:VAL:HB 1.91 0.52
1:D:160:LEU:O 1:D:166:GLN:HG3 2.08 0.52
1:C:349:ASP:O 1:C:351:MET:N 2.42 0.52
1:G:202:GLN:HG2 1:G:324:LEU:O 2.09 0.52
1:D:332:GLU:O 1:D:336:ARG:HB2 2.09 0.52
1:F:351:MET:HG2 1:F:351:MET:O 2.10 0.52
2:K:707:VAL:HG22 5:K:2003:HOH:O 2.09 0.52
1:E:236:LEU:O 1:E:237:ASN:HB3 2.10 0.52
1:B:116:HIS:NE2 1:B:278:PRO:HD3 2.24 0.52
1:D:16:ARG:HD3 3:D:1353:NAP:O2A 2.09 0.52
1:A:338:VAL:HG12 1:A:342:GLU:HG3 1.91 0.52
1:C:224:SER:OG 1:C:227:GLN:HG3 2.10 0.52
1:H:178:HIS:CD2 1:H:243:VAL:HB 2.45 0.52
1:G:3:GLN:HA 5:G:2010:HOH:O 2.09 0.52
1:B:20:SER:OG 1:B:197:GLY:N 2.39 0.52
1:B:153: TYR:HB2 1:B:156:ASN:ND2 2.25 0.52
2:N:700:PHE:HE1 2:N:706:VAL:HG23 1.75 0.52
1:A:182:ASP:O 1:A:225:PRO:HG2 2.09 0.52
1:D:338:VAL:HG12 1:D:342:GLU:HG3 1.92 0.52
1:E:225:PRO:HB3 1:E:242:TYR:CE1 2.45 0.52
1:A:224:SER:OG 1:A:227:GLN:HG3 2.09 0.52
1:E:343:GLU:HG3 1:E:350: TRP:HZ2 1.74 0.51
1:B:235:ALA:CB 1:B:336:ARG:HB2 2.36 0.51
1:B:229:CYS:O 1:B:233:SER:HB2 2.10 0.51
1:B:22:ILE:HG12 1:B:32: VAL:HG11 1.91 0.51
1:E:333:GLU:HG3 2:M:679: THR:HB 1.92 0.51
2:1:694:CYS:SG 2:L:696:ALA:HB3 2.49 0.51
1:B:235:ALA:HB1 1:B:336:ARG:CB 2.38 0.51
1:G:66:LEU:HD23 1:G:66:LEU:C 2.30 0.51
1:E:24:VAL:HG13 2:M:699:PHE:CE2 2.45 0.51
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1:B:168:GLU:O 1:B:175:PHE:HA 2.09 0.51
1:B:338:VAL:HG12 1:B:342:GLU:HG3 1.92 0.51
1:G:180:PRO:O 1:G:244:GLN:NE2 2.43 0.51
1:E:180:PRO:HA 1:E:245:VAL:O 2.10 0.51
1:D:128:TRP:C 1:D:130:PRO:HD2 2.31 0.51
1:D:170:MET:HB3 1:D:171:PRO:CD 2.39 0.51
1:H:329:ARG:HD2 1:H:333:GLU:HG2 1.92 0.51
1:H:100:LYS:HD2 1:H:141:LEU:HB3 1.92 0.51
1:E:63:ASN:ND2 1:E:66:LEU:HB2 2.26 0.51
1:G:222:THR:O 1:G:223:LEU:HD23 2.10 0.51
2:0:687:ASN:CG 2:0:691:GLN:HB2 2.31 0.51
1:C:336:ARG:HD2 2:K:680: THR:0G1 2.11 0.51
1:D:256:VAL:HG13 1:D:257:GLY:H 1.74 0.51
1:H:167:MET:HE2 1:H:232:PHE:CD2 2.45 0.51
1:G:224:SER.:.OG 1:G:227:GLN:HG3 2.11 0.51
1:F:265:1ILE:HG23 1:F:269:PHE:CD1 2.45 0.51
1:A:202: GLN:HG2 1:A:324:LEU:O 2.11 0.51
1:D:261:GLN:O 1:D:265:ILE:HG13 2.11 0.51
2:L:699.LEU:HD23 2:L:699:LEU:C 2.32 0.51
1:A:64:VAL:N 1:A:65:PRO:CD 2.74 0.51
1:D:220:PHE:O 1:D:322: ARG:NH2 2.44 0.51
1:E:201:LEU:CD2 5:E:2001:HOH:O 2.58 0.51
1:D:160:LEU:CD2 1:D:348:LEU:HD11 2.41 0.51
1:H:334: TYR:CD2 1:H:338:VAL:HB 2.46 0.51
2:M:688:GLU:HG3 2:M:690: GLN:HG2 1.93 0.50
1:D:6:LYS:HB3 1:D:75:HIS:CD2 2.46 0.50
2:I:671: THR:HG22 2:1:672: THR:H 1.76 0.50
1:B:194:HIS:HB2 1:B:329:ARG:NH2 2.26 0.50
1:E:267:-VAL:HG12 1:E:272:HIS:HD2 1.76 0.50
1:A:248:VAL:HG23 1:A:266:GLU:HG2 1.94 0.50
1:H:24:VAL:HG12 1:H:201:LEU:HD22 1.93 0.50
1:G:339:PHE:O 1:G:343:GLU:HG2 2.12 0.50
2:P:685:ARG:HH12 2:P:699:LEU:HA 1.77 0.50
1:H:170:MET:SD 1:H:176:GLU:HG2 2.50 0.50
1:A:116:HIS:NE2 1:A:278:PRO:HD3 2.26 0.50
1:B:149:TYR:O 1:B:218:LEU:N 2.38 0.50
1:D:127-MET:HE3 1:D:258:TYR:HA 1.94 0.50
1:B:185:ILE:O 1:B:224:SER:HA 2.12 0.50
1:H:252:VAL:HG22 1:H:253:ASN:N 2.27 0.50
1:H:63:ASN:ND2 1:H:66:LEU:HB?2 2.26 0.50
1:D:248:VAL:HG23 1:D:266:GLU:HG2 1.93 0.50
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Atom-1 Atom-2 distance (A) | overlap (A)
1:G:124:ALA:HB1 1:G:129:ALA:HB2 1.94 0.50
1:E:41:GLY:O 1:E:45:GLU:HG3 2.10 0.50
1:D:202:GLN:HG3 1:D:324:LEU:HD23 1.93 0.50
1:C:202:GLN:HG2 1:C:324:LEU:O 2.12 0.50
1:B:20:SER:O 1:B:24:VAL:HG22 2.11 0.50
2:L:686:ARG:HB3 2:L:691:GLN:N 2.25 0.50
1:G:60:LEU:HD12 1:G:60:LEU:H 1.75 0.50
1:D:129:ALA:N 1:D:130:PRO:HD2 2.27 0.50
1:G:329:ARG:CZ 1:G:338:VAL:HG21 2.41 0.50
1:D:67:-MET:SD 1:D:94:ASP:HB3 2.52 0.50
1:H:137:'TYR:CE1 1:H:141:LEU:HD11 2.47 0.50
1:C:6:LYS:HB3 1:C:75:HIS:HD?2 1.77 0.50
1:C:211: TRP:CE3 1:C:216:ILE:HD11 2.47 0.50
1:D:210:LYS:HE2 1:D:211:TRP:CZ2 2.47 0.50
1:B:129:ALA:N 1:B:130:PRO:HD2 2.27 0.50
1:C:343:GLU:O 1:C:346:ASN:HB2 2.12 0.49
2:K:699:LEU:O 2:K:703:LEU:HG 2.12 0.49
1:H:320:GLU:HB2 5:H:2029:HOH: O 2.12 0.49
1:H:279:LEU:HD12 1:H:279:LEU:N 2.24 0.49
1:D:320:GLU:HA 1:D:320:GLU:OE1 2.11 0.49
1:D:179:ALA:O 1:D:244:GLN:HA 2.12 0.49
1:H:64:VAL:HG22 1:H:65:PRO:HD3 1.93 0.49
1:B:100:LYS:HD2 1:B:141:LEU:HB3 1.94 0.49
1:B:254:.1LE:HB 1:B:255:PRO:CD 2.37 0.49
1:F:24:VAL:HG13 2:N:700:PHE:CE2 2.47 0.49
1:G:234:ARG:HH11 | 1:G:234:ARG:HG2 1.76 0.49
2:0:687:ASN:OD1 2:0:691:GLN:N 2.46 0.49
2:J:687:ASN:HB2 2:J:688:PRO:HD2 1.95 0.49
1:A:31:HIS:CE1 1:A:52:ASN:HD22 2.31 0.49
1:G:206:ASP:HB2 1:G:211: TRP:NE1 2.24 0.49
1:B:224:SER:N 1:B:227:GLN:OE1 2.39 0.49
2:J:675:ASN:HB3 2:J:697:CYS:SG 2.52 0.49
2:J:687:ASN:HD21 2:J:689:GLU:HG2 1.77 0.49
1:B:64:VAL:N 1:B:65:PRO:CD 2.76 0.49
1:D:190:LEU:HD12 1:D:191:ASP:N 2.27 0.49
1:C:168:GLU:O 1:C:175:PHE:HA 2.13 0.49
1:C:24:VAL:CG1 1:C:201:LEU:HD22 2.41 0.49
1:B:119:TYR:OH 1:B:279:LEU:HD21 2.13 0.49
1:G:100:LYS:HD2 1:G:141:LEU:HB3 1.95 0.49
1:C:229:CYS:HB3 1:C:240: VAL:HG12 1.94 0.49
2:1:687:ASN:ND2 2:1:691:GLN:N 2.58 0.49
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1:G:335:ALA:O 1:G:339:PHE:HB3 2.13 0.49
2:K:673:CYS:SG 2:K:694:CYS:SG 3.10 0.49
1:D:64:VAL:N 1:D:65:PRO:CD 2.75 0.49
1:A:63:ASN:O 1:A:67-MET:HG3 2.13 0.49
1:A:344:GLU:HB2 1:A:351:MET:HE2 1.95 0.48
1:G:185:ILE:O 1:G:224:SER:HA 2.13 0.48
1:A:267:VAL:O 1:A:271:GLU:HB3 2.12 0.48
1:G:160:LEU:HB3 1:G:161:PRO:HD2 1.94 0.48
1:H:267:VAL:HG12 1:H:272:HIS:CD2 2.48 0.48
1:B:277:PHE:HB3 1:B:282:PHE:CB 2.43 0.48
1:G:179:ALA:O 1:G:244.GLN:HA 2.13 0.48
1:E:189:TRP:CZ2 1:E:228: VAL:HG21 2.48 0.48
1:D:164:LEU:HD11 1:D:181:PHE:CE2 2.48 0.48
1:H:175:PHE:HB2 1:H:240:VAL:HG22 1.95 0.48
1:C:125:VAL:HG12 1:C:261:GLN:OE1 2.13 0.48
1:C:159:SER:OG 1:C:348.LEU:CD2 2.61 0.48
1:H:24:VAL:CG1 1:H:201:LEU:HD22 2.43 0.48
1:H:211:TRP:O 1:H:214:HIS:HB2 2.14 0.48
1:F:19:ALA:O 1:F:23:ARG:HG3 2.14 0.48
1:G:24:VAL:CG1 1:G:201:LEU:HD12 2.44 0.48
1:G:64:VAL:N 1:G:65:PRO:HD3 2.29 0.48
1:A:20:SER:OG 1:A:197:GLY:N 2.44 0.48
1:A:265:1ILE:HG23 1:A:269:PHE:CD1 2.48 0.48
1:A:169:LEU:HD13 1:A:175:PHE:CZ 2.49 0.48
1:D:336:ARG:NH1 2:L:679:GLN:NE2 2.60 0.48
1:B:183:PRO:O 1:B:226:VAL:HG23 2.12 0.48
1:D:6:LYS:HB3 1:D:75:HIS:HD2 1.76 0.48
1:A:22:ILE:HG21 1:A:47:LEU:HD22 1.94 0.48
1:E:252:VAL:O 1:E:254:ILE:HG23 2.13 0.48
1:G:334:TYR:CD2 1:G:338:VAL:HB 2.48 0.48
1:G:269:PHE:CZ 1:G:276:TYR:HA 2.49 0.48
1:F:31:HIS:NE2 1:F:52:ASN:ND2 2.62 0.48
1:D:132:PHE:O 1:D:135:GLU:HB3 2.14 0.48
2:K:673:CYS:O 2:K:677:PHE:HA 2.14 0.48
1:G:126:PRO:HG2 1:G:261:GLN:HA 1.96 0.48
1:F:349:ASP:HB2 1:F:352:LEU:HD12 1.96 0.48
1:G:329:ARG:HD2 1:G:333:GLU:HG2 1.96 0.48
1:E:152:ILE:HG12 1:E:276: TYR:CE2 2.48 0.48
1:F:329:ARG:HD2 1:F:333:GLU:HG2 1.96 0.48
1:H:217:ALA:HB2 1:H:282:PHE:CE2 2.49 0.48
1:A:113:MET:HE1 1:A:276:TYR:CE1 2.49 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)
1:B:339:PHE:N 1:B:340:PRO:HD2 2.29 0.47
1:C:126:PRO:HG2 1:C:261:GLN:HA 1.95 0.47
1:G:144:PRO:HA 1:G:212:ASN:HD21 1.78 0.47
1:C:349:ASP:C 1:C:351:MET:N 2.68 0.47
1:E:24:VAL:CG1 1:E:201:LEU:HD12 2.44 0.47
1:D:132:PHE:HE1 1:D:215:ARG:NH2 2.12 0.47
2:N:695:ASN:O 2:N:699:LEU:HB2 2.14 0.47
1:C:170: MET:HE1 5:C:2025:HOH:O 2.13 0.47
1:B:135:GLU:HG3 1:B:147:PHE:CZ 2.49 0.47
1:H:224:SER:OG 1:H:227:GLN:HG3 2.15 0.47
1:F:45:GLU:O 1:F:48:GLN:HB3 2.14 0.47
1:G:318:THR:O 1:G:322:ARG:HG3 2.14 0.47
2:M:684:ARG:HH11 | 2:M:684:ARG:HG2 1.79 0.47
1:C:330:ASP:C 1:C:330:ASP:0OD1 2.52 0.47
1:D:7:THR:H 1:D:75:HIS:CD2 2.31 0.47
1:G:243:VAL:HA 5:G:2034:HOH:O 2.14 0.47
1:C:237:ASN:ND2 1:C:237:ASN:O 2.46 0.47
1:D:46:GLU:O 1:D:49:ALA:HB3 2.14 0.47
2:P:674:.THR:HG22 | 2:P:693:LEU:HD23 1.96 0.47
2:N:686:ARG:HA 2:N:691:GLN:O 2.14 0.47
1:C:206:ASP:CB 1:C:211:TRP:HE1 2.28 0.47
1:F:279:LEU:HD22 1:F:282:PHE:CE1 2.49 0.47
1:H:180:PRO:O 1:H:244:GLN:NE2 2.48 0.47
1:H:153: TYR:HA 1:H:190:LEU:O 2.15 0.47
1:E:135:GLU:HG3 1:E:147:PHE:CD1 2.49 0.47
1:D:178:HIS:CD2 1:D:243:VAL:HB 2.49 0.47
2:M:686:ASN:HD22 | 2:M:690:GLN:HB2 1.78 0.47
1:G:174:THR:CG2 1:G:175:PHE:N 2.78 0.47
2:P:711:SER:O 2:P:712:.LEU:CB 2.62 0.47
1:B:24:VAL:O 1:B:28:VAL:HG13 2.14 0.47
1:D:256:VAL:HG13 1:D:257:GLY:N 2.30 0.47
1:H:211:TRP:CZ2 1:H:324:LEU:HD21 2.49 0.47
2:N:699:LEU:HG 2:N:703:LEU:HD11 1.96 0.47
2:M:690:GLN:NE2 2:M:690:GLN:HA 2.27 0.47
2:1:687:ASN:C 2:1:689:GLU:H 2.17 0.47
1:A:343:GLU:OE2 1:A:343:GLU:HA 2.15 0.47
1:G:224:SER:N 1:G:227:GLN:OE1 2.39 0.47
1:D:265:ILE:HG23 1:D:269:PHE:CD1 2.50 0.47
1:D:3:GLN:HG3 1:D:4:GLN:OE1 2.14 0.47
1:D:349:ASP:HA 1:D:351:MET:SD 2.55 0.47
1:F:63:ASN:HD21 1:F:66:LEU:HB2 1.79 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)

1:F:221:GLU:OE2 1:F:330:ASP:HB2 2.15 0.47
1:A:194:HIS:HE1 1:A:327:GLY:O 1.97 0.47
1:A:164:LEU:HD11 1:A:181:PHE:CE2 2.49 0.47
1:F:166:GLN:HE22 1:F:251:LYS:NZ 2.13 0.47
2:0:710:LEU:O 2:0:711:SER:HB2 2.15 0.47
1:E:201:LEU:HD13 2:M:703:HIS:CE1 2.49 0.47
1:F:153: TYR:HA 1:F:190:LEU:O 2.15 0.47
1:D:195:ASP:OD1 1:D:328: TRP:HA 2.15 0.46
1:E:137:TYR:HE1 1:E:141:LEU:HD11 1.80 0.46
2:0:687:ASN:HD21 2:0:691:GLN:HB2 1.77 0.46
1:C:348:LEU:HB3 1:C:350: TRP:CD1 2.51 0.46
1:E:137:'TYR:CE1 1:E:141:LEU:HD11 2.50 0.46
1:A:261:GLN:NE2 1:A:265:ILE:HD11 2.23 0.46
1:E:164:LEU:HG 1:E:165:PHE:CE2 2.51 0.46
2:1:675:ASN:ND2 2:1:697:CYS:SG 2.79 0.46
1:E:229:CYS:HB3 1:E:240:VAL:HG12 1.96 0.46
1:A:33:ARG:NH1 1:A:33:ARG:HG2 2.31 0.46
1:D:179:ALA:HB3 1:D:242:TYR:OH 2.15 0.46
1:E:211: TRP:CE3 1:E:216:ILE:HD11 2.50 0.46
1:A:235:ALA:CB 1:A:336:ARG:HB2 2.40 0.46
1:B:6:LYS:HB3 1:B:75:HIS:HD2 1.80 0.46
1:A:192:ALA:HA 1:A:196:VAL:HG23 1.97 0.46
1:G:139:ARG:NH1 1:G:147:PHE:CD2 2.84 0.46
1:B:115:ASP:HB3 1:B:118:LEU:HD12 1.96 0.46
1:A:152:ILE:H 1:A:152:ILE:HG12 1.47 0.46
1:D:119:TYR:HD2 1:D:278:PRO:HB2 1.81 0.46
1:F:71:PHE:HE2 1:F:98:ALA:HB3 1.81 0.46
1:E:329:ARG:HG3 1:E:333:GLU:HB3 1.98 0.46
1:F:31:HIS:CD2 1:F:52:ASN:HD22 2.34 0.46
1:A:201:LEU:HD13 2:1:704:HIS:CE1 2.50 0.46
1:C:159:SER.:OG 1:C:348:LEU:HD21 2.16 0.46
1:A:166:GLN:HE22 1:A:251:LYS:NZ 2.13 0.46
1:E:69:THR:HA 1:E:72:GLU:OE2 2.16 0.46
2:L:681: THR:HG22 2:L:684: TRP:CE2 2.50 0.46
1:F:349:ASP:C 1:F:351:MET:N 2.69 0.46
1:E:202: GLN:HG2 1:E:324:LEU:O 2.16 0.46
1:A:175:PHE:O 1:A:240:VAL:HA 2.16 0.46
2:L:687:ASN:CG 2:L:688:PRO:CD 2.81 0.46
1:C:178:HIS:CD2 5:C:2024:HOH:O 2.68 0.46
1:F:24:VAL:HA 2:N:709:PRO:HG3 1.98 0.46
1:A:225:PRO:HB3 1:A:242:TYR:CE1 2.01 0.46
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1:D:149:TYR:HB3 1:D:277:PHE:HE1 1.81 0.46
1:A:119:TYR:CE2 1:A:279:LEU:HD23 2.51 0.46
1:B:162:TYR:HA 1:B:163:PRO:HD3 1.76 0.45
1:D:228:VAL:O 1:D:232:PHE:HD1 1.99 0.45
1:E:159:SER:HB3 1:E:348:LEU:CD1 2.46 0.45
1:C:235:ALA:HB1 1:C:336:ARG:HB2 1.99 0.45
1:G:127:-MET:HG3 1:G:261:GLN:OE1 2.16 0.45
1:G:194:HIS:CE1 1:G:329:ARG:HB2 2.51 0.45
1:F:267:VAL:O 1:F:271:GLU:HB3 2.16 0.45
1:G:250:ILE:HD12 1:G:254:1ILE:HD11 1.98 0.45
1:F:237:ASN:O 1:F:238:ARG:HG3 2.15 0.45
1:C:22:ILE:HG21 1:C:47:LEU:HD22 1.97 0.45
1:A:281:GLU:H 1:A:281:GLU:HG2 1.61 0.45
1:E:317:VAL:O 1:E:317:VAL:HG22 2.16 0.45
1:H:265:ILE:HG23 1:H:269:PHE:CD1 2.501 0.45
1:C:14: THR:HG22 1:C:43:ILE:CG2 2.46 0.45
1:C:239:ARG:NH1 1:C:241: THR:OG1 2.50 0.45
1:C:348:LEU:O 1:C:351:MET:HE1 2.17 0.45
2:M:684:ARG:HD3 2:M:697:GLY:HA3 1.97 0.45
1:B:81:THR:O0G1 1:B:88:GLU:HG2 2.16 0.45
1:H:168:GLU:HG3 5:H:2018:HOH:O 2.15 0.45
1:F:135:GLU:HG3 1:F:147:PHE:CD1 2.52 0.45
1:H:28:VAL:CG2 1:H:30:HIS:CD2 2.99 0.45
2:P:687:ASN:N 2:P:691:GLN:O 2.44 0.45
1:B:6:LYS:HB3 1:B:75:HIS:CD2 2.50 0.45
1:G:24:VAL:HG13 2:0:700:PHE:CE2 2.52 0.45
1:C:125:VAL:HA 1:C:126:PRO:HD2 1.69 0.45
1:B:153:TYR:HA 1:B:190:LEU:O 2.16 0.45
2:M:684:ARG:NH1 2:M:684:ARG:HG2 2.31 0.45
1:G:125:VAL:HG12 1:G:261:GLN:NE2 2.32 0.45
1:G:82: THR:HG22 1:G:84:GLN:H 1.82 0.45
1:F:152:ILE:HG22 1:F:156:ASN:ND2 2.32 0.45
1:B:256:VAL:HG13 1:B:257:GLY:N 2.32 0.45
1:G:340:PRO:O 1:G:351:MET:HE2 2.17 0.45
1:E:179:ALA:O 1:E:244:GLN:HA 2.17 0.45
1:D:160:LEU:N 1:D:160:LEU:HD23 2.31 0.45
1:C:183:PRO:O 1:C:226:VAL:HG23 2.17 0.45
1:H:151:GLY:O 3:H:1353:NAP:H4N 2.17 0.45
1:A:329:ARG:HD2 1:A:333:GLU:HG2 1.97 0.45
1:G:236:LEU:HD21 1:G:339:PHE:HD2 1.81 0.45
1:F:18:ALA:O 1:F:22:ILE:HG13 2.17 0.45
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1:C:126:PRO:HG2 1:C:261:GLN:OE1 2.17 0.45
1:D:224:SER:OG 1:D:227:GLN:HG3 2.17 0.45
1:B:248:VAL:HG11 1:B:262:LEU:HD22 1.98 0.45
1:B:78:PHE:CZ 1:B:200:LEU:HD11 2.52 0.45
1:C:169:LEU:HD13 1:C:175:PHE:CZ 2.52 0.45
1:B:12:ASN:OD1 1:B:82: THR:HG23 2.16 0.45
1:H:144:PRO:HA 1:H:212:ASN:OD1 2.17 0.45
1:F:170:MET:HB3 1:F:171:PRO:HD2 1.98 0.45
1:F:68:ASP:O 1:F:72:GLU:HG3 2.17 0.45
1:F:63:ASN:ND2 1:F:66:LEU:CB 2.80 0.45
1:G:63:ASN:OD1 1:G:65:PRO:HD2 2.17 0.45
1:E:24:VAL:HA 2:M:708:PRO:HG3 1.99 0.45
1:B:24:VAL:HA 2:J:709:PRO:HG3 1.99 0.45
1:A:33:ARG:HH11 1:A:33:ARG:HG2 1.81 0.45
1:A:208:PRO:HB2 1:A:212:ASN:HB2 1.99 0.45
1:C:11:VAL:HA 1:C:35:GLN:HB3 1.99 0.45
2:L:700:PHE:CD1 2:L:708:ARG:HA 2.52 0.45
2:1:687:ASN:ND2 2:1:689:GLU:H 2.15 0.45
1:F:24:VAL:HG13 2:N:700:PHE:HE2 1.81 0.45
1:D:168:GLU:HB3 1:D:176:GLU:O 2.17 0.45
1:C:328. TRP:HZ3 1:C:330:ASP:HB3 1.82 0.45
1:B:223:.LEU:HA 1:B:227:GLN:OE1 2.17 0.45
1:F:188:PRO:HG3 1:F:276: TYR:CD1 2.52 0.45
1:C:188:PRO:HA 1:C:222: THR:HG22 1.99 0.45
1:B:11:VAL:HA 1:B:35:GLN:HB3 1.99 0.45
2:0:686:ARG:HG3 | 2:0:686:ARG:HH11 1.82 0.45
1:G:23:ARG:HD2 5:G:2027:HOH:O 2.16 0.44
1:G:132:PHE:O 1:G:135:GLU:HB3 2.16 0.44
1:B:211: TRP:CE3 1:B:216:ILE:HD11 2.52 0.44
1:A:335:ALA:O 1:A:339:PHE:HB3 2.17 0.44
2:K:687:ASN:C 2:K:689:GLU:H 2.20 0.44
1:F:349:ASP:C 1:F:351:MET:H 2.21 0.44
1:B:124:ALA:HB1 1:B:129:ALA:HB2 1.98 0.44
1:A:120:GLY:C 1:A:122:TRP:H 2.21 0.44
1:H:194:HIS:HE1 1:H:327:GLY:O 1.99 0.44
1:H:317:VAL:HG22 1:H:317:VAL:O 2.16 0.44
1:A:152:ILE:HA 3:A:1353:NAP:O7TN 2.17 0.44
2:J:671: THR:CG2 2:J:672:THR:H 2.24 0.44
2:M:684:ARG:HD2 2:M:694:ASN:HA 1.99 0.44
1:A:66:LEU:HD12 1:A:66:LEU:C 2.38 0.44
2:1:684: TRP:O 2:1:685:ARG:HD3 2.18 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

1:G:107:HIS:HE1 1:G:146: THR:OG1 2.01 0.44
2:J:686:ARG:HH11 2:J:686:ARG:HG3 1.83 0.44
1:H:167-MET:HE3 1:H:240: VAL:HG11 1.99 0.44
2:P:687:ASN:OD1 2:P:688:PRO:HD2 2.17 0.44
1:F:7.:THR:H 1:F:75:HIS:CD2 2.25 0.44
1:G:125:VAL:CG1 1:G:261:GLN:HE22 2.30 0.44
1:G:218:LEU:HA 1:G:218:LEU:HD23 1.86 0.44
1:G:225:PRO:HB3 1:G:242:TYR:CE1 2.53 0.44
1:G:183:PRO:HG3 1:G:242:TYR:CE2 2.53 0.44
1:D:160:LEU:HD23 1:D:160:LEU:H 1.83 0.44
1:F:334: TYR:CD2 1:F:338:VAL:HB 2.53 0.44
1:E:350: TRP:CZ3 1:E:351:MET:HB3 2.53 0.44
1:A:235:ALA:HB1 1:A:336:ARG:CB 2.43 0.44
1:H:170:MET:HB2 1:H:172:ASP:OD1 2.18 0.44
1:B:185:1ILE:HA 1:B:186:PRO:HD3 1.87 0.44
1:A:31:HIS:CE1 1:A:52:ASN:ND2 2.86 0.44
1:G:75:HIS:O 1:G:76:LEU:HD23 2.18 0.44
1:G:166:GLN:HG2 1:G:168:GLU:HB2 2.00 0.44
1:G:139:ARG:NH1 1:G:147:PHE:CE2 2.86 0.44
1:D:125:VAL:HA 1:D:126:PRO:HD3 1.84 0.44
1:E:64:VAL:N 1:E:65:PRO:CD 2.80 0.44
1:D:190:LEU:HD12 1:D:191:ASP:H 1.82 0.44
1:G:28: VAL:HG23 1:G:30:HIS:HD2 1.83 0.44
1:B:217:ALA:HB2 1:B:282:PHE:CE2 2.53 0.43
1:E:237:ASN:HB2 1:G:234:ARG:HE 1.83 0.43
1:E:17:GLN:NE2 1:E:80:ASN:ND2 2.66 0.43
2:N:687:ASN:OD1 2:N:693:LEU:HG 2.17 0.43
1:H:126:PRO:HG2 1:H:261:GLN:HA 1.99 0.43
1:D:160:LEU:N 1:D:160:LEU:CD2 2.80 0.43
1:E:75:HIS:O 1:E:76:LEU:HD23 2.17 0.43
1:D:41:GLY:O 1:D:45:GLU:HG3 2.18 0.43
1:C:262:LEU:HA 1:C:265:ILE:HD12 1.99 0.43
2:P:687:ASN:O 2:P:690:GLY:N 2.38 0.43
1:D:325:TRP:CZ3 2:L:699:LEU:HD22 2.40 0.43
2:N:689:GLU:HG2 2:N:689:GLU:O 2.18 0.43
1:D:115:ASP:HB3 1:D:118:LEU:HD12 2.00 0.43
1:D:136:ASN:ND2 5:D:2017:HOH:O 2.51 0.43
1:E:160:LEU:HD11 1:E:346:ASN:HB3 2.00 0.43
1:G:256:VAL:O 1:G:259:ARG:HB3 2.18 0.43
1:G:224:SER:O 1:G:225:PRO:C 2.56 0.43
1:C:25:ALA:O 1:C:30:HIS:HB2 2.19 0.43
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1:D:20:SER:OG 1:D:197:GLY:N 2.47 0.43
1:D:21:LEU:HA 1:D:197:GLY:HA?2 2.01 0.43
1:C:277:PHE:C 1:C:279:LEU:H 2.22 0.43
1:H:71:PHE:CE2 1:H:98:ALA:HB3 2.54 0.43
1:B:239:ARG:HH22 | 1:B:241:THR:HG21 1.83 0.43
1:H:64:VAL:CG2 1:H:65:PRO:HD3 2.48 0.43
1:D:170:MET:HB2 1:D:174: THR:O 2.18 0.43
1:H:153: TYR:HB2 1:H:156:ASN:ND2 2.34 0.43
1:H:131:LYS:NZ 3:H:1353:NAP:H1D 2.34 0.43
1:H:349:ASP:C 1:H:351:MET:H 2.22 0.43
1:F:224:SER:OG 1:F:227:GLN:HG3 2.18 0.43
1:F:244:GLN:OE1 1:F:244:GLN:C 2.56 0.43
1:D:234:ARG:HD2 1:H:237:ASN:OD1 2.19 0.43
1:B:145:SER:O 1:B:212:ASN:HA 2.18 0.43
1:E:42:LEU:HD23 1:E:42:LEU:C 2.39 0.43
1:A:64:VAL:HG13 1:A:101:ARG:HH22 1.84 0.43
1:H:93:LYS:NZ 1:H:137:TYR:CD2 2.79 0.43
1:H:135:GLU:HG3 1:H:147:PHE:CD1 2.53 0.43
1:C:267:VAL:HG12 1:C:272:HIS:HD2 1.83 0.43
1:E:168:GLU:HB3 1:E:176:GLU:O 2.18 0.43
1:D:283:SER:O 1:D:284:ARG:C 2.57 0.43
1:H:250:ILE:CG2 1:H:250:ILE:O 2.66 0.43
2:L:685:ARG:O 2:L:686:ARG:HG3 2.19 0.43
1:B:194:HIS:HE1 1:B:327:GLY:O 2.01 0.43
1:F:192:ALA:HA 1:F:196:VAL:HG23 2.00 0.43
1:A:149:TYR:HB3 1:A:277:PHE:CE1 2.54 0.43
1:B:229:CYS:HB3 1:B:240:VAL:HG12 2.01 0.43
1:E:138:VAL:HG13 1:E:143:LEU:HD12 2.00 0.43
1:H:256: VAL:HG13 1:H:257:GLY:N 2.34 0.43
1:D:320:GLU:HG3 5:D:2027:HOH:O 2.19 0.43
1:E:279:LEU:HB3 1:E:281:GLU:OE2 2.19 0.43
1:H:162: TYR:HA 1:H:163:PRO:HD3 1.78 0.43
1:G:259:ARG:HG3 | 1:G:259:ARG:HH11 1.83 0.43
1:H:159:SER:OG 1:H:348:LEU:CD1 2.63 0.43
1:C:189: TRP:CZ2 1:C:228:VAL:HG21 2.54 0.43
1:B:161:PRO:O 1:B:252:VAL:HG13 2.19 0.42
1:G:20:SER:O 1:G:24:VAL:HG23 2.19 0.42
1:B:64:VAL:HB 1:B:65:PRO:HD3 1.99 0.42
1:G:21:LEU:HA 1:G:197:GLY:HA2 2.01 0.42
1:H:22:ILE:HG21 1:H:47:LEU:HD22 2.01 0.42
1:B:47:LEU:HD23 1:B:50:ILE:HD12 2.00 0.42
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1:C:170:MET:HB2 1:C:174:THR:CG2 2.48 0.42
1:A:182:ASP:HA 1:A:183:PRO:HD3 1.82 0.42
1:G:125:VAL:HG12 | 1:G:261:GLN:HE22 1.84 0.42
1:F:272:HIS:O 1:F:273:LYS:C 2.56 0.42
1:E:24:VAL:HG11 1:E:201:LEU:HD12 2.01 0.42
2:P:685:ARG:NH1 2:P:699:LEU:HA 2.33 0.42
1:C:47:LEU:HA 1:C:50:ILE:HD12 2.01 0.42
1:A:228:VAL:O 1:A:231:ALA:HB3 2.19 0.42
1:H:36:VAL:O 1:H:57:GLN:HA 2.19 0.42
1:H:166:GLN:HE21 1:H:166:GLN:HB3 1.66 0.42
1:F:96:ALA:HB1 1:F:141:LEU:HD12 2.00 0.42
1:H:18:ALA:O 1:H:22:1LE:HG13 2.18 0.42
2:J:673:CYS:O 2:J:677:PHE:HA 2.20 0.42
1:A:128:TRP:CZ3 1:A:269:PHE:HZ 2.38 0.42
1:H:279:LEU:HA 1:H:280:PRO:HD3 1.93 0.42
1:C:6:LYS:HB3 1:C:75:HIS:CD2 2.54 0.42
1:C:71:PHE:CE2 1:C:98:ALA:HB3 2.54 0.42
1:A:153: TYR:HA 1:A:190:LEU:O 2.19 0.42
1:H:115:ASP:OD1 1:H:115:ASP:C 2.56 0.42
1:F:281:GLU:HG2 1:F:281:GLU:H 1.51 0.42
1:G:259:ARG:NH1 1:G:259:ARG:HG3 2.35 0.42
2:0:687:ASN:OD1 2:0:687:ASN:C 2.57 0.42
1:F:262:LEU:O 1:F:266:GLU:HG3 2.19 0.42
1:F:125:VAL:CG2 1:F:128: TRP:HB2 2.48 0.42
1:C:206:ASP:HB2 1:C:211:TRP:HE1 1.84 0.42
1:F:277.:PHE:HB3 1:F:282:PHE:CD1 2.54 0.42
1:H:134:VAL:O 1:H:138:VAL:HG23 2.18 0.42
1:A:171:PRO:C 1:A:173:GLY:H 2.23 0.42
2:J:683:LEU:HD12 2:J:684: TRP:N 2.34 0.42
1:G:41:GLY:HA3 5:G:2006:HOH:O 2.20 0.42
2:L:699:LEU:HD21 2:L:703:LEU:HD11 2.01 0.42
2:L:687:ASN:O 2:L:689:GLU:N 2.52 0.42
1:D:279:LEU:HD12 1:D:282:PHE:CD1 2.55 0.42
1:A:21:LEU:HA 1:A:197:GLY:HA2 2.02 0.42
1:F:190:LEU:HD22 1:F:218:LEU:O 2.19 0.42
1:F:258:TYR:O 1:F:261:GLN:HB3 2.19 0.42
2:K:686:ARG:HA 2:K:692:PRO:HA 2.02 0.42
2:N:673:CYS:O 2:N:677:PHE:HA 2.20 0.42
2:1:687:ASN:N 2:1:687:ASN:ND2 2.66 0.42
1:F:13:ALA:HB3 1:F:36:VAL:CG1 2.49 0.42
1:G:125:VAL:CG1 1:G:261:GLN:NE2 2.83 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:F:169:LEU:HD12 1:F:174: THR:O 2.20 0.42
1:D:329:ARG:CZ 1:D:338:VAL:HG21 2.49 0.42
1:F:218:LEU:HA 1:F:218:LEU:HD23 1.83 0.42
1:G:110: TYR:HB3 1:G:147:PHE:CD1 2.55 0.42
1:B:159:SER:HA 1:B:167:MET:O 2.20 0.42
1:A:218:LEU:HD23 1:A:218:LEU:HA 1.86 0.42
1:H:126:PRO:CG 1:H:261:GLN:HA 2.50 0.42
1:H:261:GLN:O 1:H:265:ILE:HG12 2.19 0.42
1:H:252:VAL:CG2 1:H:253: ASN:N 2.82 0.42
1:G:254:.ILE:HB 1:G:255:PRO:HD2 2.00 0.42
1:B:245:VAL:HG23 1:B:247:LYS:O 2.20 0.42
1:H:192:ALA:HA 1:H:196:VAL:HG23 2.01 0.42
1:H:265:ILE:HD13 1:H:269:PHE:HE1 1.84 0.42
1:C:24:VAL:HA 2:K:709:PRO:HG3 2.02 0.42
1:B:119:TYR:OH 1:B:279:.LEU:CD2 2.68 0.42
1:G:269:PHE:HZ 1:G:276:TYR:HA 1.84 0.42
1:G:332:GLU:HG2 1:G:336:ARG:HH12 1.85 0.42
1:E:47:LEU:HA 1:E:50:ILE:HD12 2.02 0.42
1:E:183:PRO:O 1:E:226:VAL:HG23 2.20 0.42
1:E:125:VAL:HA 1:E:126:PRO:HD3 1.73 0.42
2:M:686:ASN:C 2:M:688:GLU:N 2.72 0.41
1:F:178:HIS:HA 1:F:243:VAL:O 2.20 0.41
1:B:336:ARG:O 1:B:340:PRO:HG3 2.19 0.41
1:H:228:VAL:O 1:H:231:ALA:HB3 2.20 0.41
1:F:233:SER:HA 1:F:240:VAL:HG23 2.02 0.41
1:D:180:PRO:HA 1:D:245:VAL:O 2.20 0.41
1:H:260:GLU:HA 1:H:263:GLU:OFE1 2.19 0.41
1:F:36:VAL:O 1:F:57:GLN:HA 2.21 0.41
1:C:201:LEU:HA 1:C:201:LEU:HD12 1.84 0.41
1:E:11:VAL:HB 1:E:60:LEU:HD11 2.02 0.41
1:D:164:LEU:HG 1:D:165:PHE:CE2 2.56 0.41
1:H:16:ARG:HD3 1:H:155:ASN:HD21 1.86 0.41
1:H:16:ARG:CZ 1:H:153:TYR:HD?2 2.33 0.41
1:C:168:GLU:O 1:C:175:PHE:HD1 2.04 0.41
1:H:101:ARG:HG3 | 1:H:101:ARG:HH11 1.85 0.41
1:C:263:GLU:HA 1:C:266:GLU:OE2 2.19 0.41
1:B:335:ALA:O 1:B:340:PRO:HD3 2.21 0.41
1:C:346:ASN:HA 1:C:346:ASN:HD22 1.66 0.41
1:G:180:PRO:HA 1:G:245:VAL:O 2.21 0.41
1:E:41:GLY:HA3 5:E:2002:HOH:O 2.21 0.41
1:G:153:TYR:HB2 1:G:156:ASN:ND2 2.35 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:329:ARG:HD2 1:C:333:GLU:HG2 2.01 0.41
1:E:129:ALA:HB3 1:E:130:PRO:HD3 2.01 0.41
1:D:188:PRO:HA 1:D:222: THR:HG22 2.01 0.41
1:B:149:TYR:HB3 1:B:277:PHE:HE1 1.85 0.41
2:0:688:PRO:C 2:0:690:GLY:H 2.23 0.41
1:A:262:LEU:O 1:A:266:GLU:HG3 2.21 0.41
1:F:100:LYS:HD?2 1:F:141:LEU:HB3 2.03 0.41
1:D:262:LEU:O 1:D:266:GLU:HG3 2.20 0.41
1:F:149:TYR:O 1:F:218:LEU:N 2.46 0.41
1:E:185:ILE:HA 1:E:186:PRO:HD3 1.91 0.41
1:A:14.THR:HA 1:A:43:ILE:HG21 2.02 0.41
1:H:21:LEU:HA 1:H:197:GLY:HA2 2.02 0.41
1:D:334:TYR:CD1 1:D:334:TYR:C 2.94 0.41
1:D:24:VAL:HA 2:L:709:PRO:HG3 2.02 0.41
1:E:237:ASN:ND2 5:E:2029:HOH:O 2.53 0.41
1:E:267:-VAL:HG12 1:E:272:HIS:CD2 2.54 0.41
2:N:685:ARG:HE 2:N:695:ASN:HA 1.85 0.41
1:D:344:GLU:HB2 1:D:351:MET:CE 2.51 0.41
1:C:150:ALA:HA 1:C:218:LEU:HB3 2.02 0.41
2:M:690:GLN:HE21 2:M:690:GLN:CA 2.22 0.41
2:1:689:GLU:C 2:1:691:GLN:H 2.24 0.41
1:H:263:GLU:O 1:H:267:-VAL:HG23 2.20 0.41
1:A:152:ILE:HG12 1:A:188:PRO:O 2.21 0.41
1:G:340:PRO:O 1:G:343:GLU:HB2 2.21 0.41
2:0:687:ASN:HB2 2:0:688:PRO:HD2 2.03 0.41
1:F:207:GLY:HA3 1:F:209:GLN:OE1 2.20 0.41
1:F:349:ASP:O 1:F:351:MET:N 2.54 0.41
2:P:676:CYS:O 2:P.677:PHE:HB2 2.20 0.41
1:B:229:CYS:SG 1:B:242:TYR:HB2 2.60 0.41
1:G:219: THR:HG23 1:G:219: THR:O 2.21 0.41
1:A:41:GLY:O 1:A:45:GLU:.CG 2.57 0.41
1:G:206:ASP:HB3 1:G:210:LYS:HD3 2.02 0.41
1:C:339:PHE:O 1:C:343:GLU:HG2 2.21 0.41
2:L:683:LEU:HD12 2:L:684: TRP:O 2.21 0.41
1:E:21:LEU:HA 1:E:197:GLY:HA2 2.02 0.41
1:B:67:MET:SD 1:B:94:ASP:HB3 2.60 0.41
1:B:54:THR:O 1:B:54: THR:HG23 2.20 0.41
1:B:188:PRO:HB2 1:B:219:THR:CG2 2.40 0.41
1:H:167-MET:HE3 1:H:240:VAL:CG1 2.51 0.41
1:A:152:ILE:HG23 1:A:276: TYR:HE2 1.83 0.41
1:A:64:VAL:HG13 1:A:101:ARG:NH2 2.36 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:D:149:TYR:HB3 1:D:277:PHE:CE1 2.55 0.41
1:H:349:ASP:C 1:H:351:MET:N 2.73 0.41
1:B:201:.LEU:HA 1:B:201:LEU:HD23 1.80 0.41
2:1::695:ASN:O 2:L:699:LEU:HB2 2.21 0.41
2:L:688:PRO:O 2:L:689:GLU:HB2 2.20 0.41
1:E:232:PHE:HB3 1:E:240:VAL:HG21 2.03 0.41
1:E:279:LEU:HD22 1:E:282:PHE:CE1 2.56 0.41
1:G:16:ARG:HD3 1:G:155:ASN:HD21 1.86 0.41
1:H:200:LEU:HD23 1:H:200:LEU:HA 1.91 0.41
1:F:21:LEU:HA 1:F:197:GLY:HA2 2.02 0.41
1:F:43:ILE:O 1:F:46:GLU:HB3 2.21 0.41
1:C:46:GLU:O 1:C:49:ALA:HB3 2.21 0.41
1:B:195:ASP:OD1 1:B:328: TRP:HA 2.20 0.41
1:D:267:VAL:O 1:D:271:GLU:HB3 2.21 0.41
2:L:679:GLN:HE21 2:L:679:GLN:HB2 1.56 0.41
1:B:13:ALA:HB3 1:B:36:VAL:CG1 2.51 0.41
1:H:11:VAL:HA 1:H:35:GLN:HB3 2.03 0.41
1:D:316:ARG:HG2 1:D:317:VAL:H 1.86 0.41
1:F:64:VAL:N 1:F:65:PRO:CD 2.84 0.41
1:H:42:LEU:HD23 1:H:42:LEU:C 2.40 0.41
2:K:687:ASN:HB3 2:K:691:GLN:CG 2.49 0.40
1:D:168:GLU:O 1:D:175:PHE:HA 2.22 0.40
1:B:119:TYR:CZ 1:B:279:LEU:HD23 2.55 0.40
1:D:127:-MET:O 1:D:128:TRP:HD1 2.03 0.40
1:D:170:MET:HB3 1:D:171:PRO:HD2 2.02 0.40
2:P:685:ARG:HH12 | 2:P:699:LEU:HD13 1.86 0.40
1:H:224:SER:O 1:H:225:PRO:C 2.59 0.40
1:G:82: THR:HG22 1:G:83:SER:N 2.36 0.40
2:K:692:PRO:O 2:K:693:LEU:HD23 2.21 0.40
1:D:155:ASN:HD22 1:D:155:ASN:H 1.70 0.40
1:G:169:LEU:HB2 1:G:175:PHE:CZ 2.55 0.40
2:P:692:PRO:O 2:P:693:LEU:HD23 2.21 0.40
1:H:335:ALA:O 1:H:339:PHE:HB3 2.20 0.40
2:K:687:ASN:C 2:K:689:GLU:N 2.74 0.40
1:A:135:GLU:HG3 1:A:147:PHE:CD1 2.56 0.40
1:B:21:LEU:HA 1:B:197:GLY:HA2 2.02 0.40
2:L:676:CYS:HA 2:L:710:LEU:HD13 2.02 0.40
1:A:84:GLN:HB2 1:A:84:GLN:HE21 1.65 0.40
1:B:33:ARG:HG2 1:B:33:ARG:HH11 1.86 0.40
2:1:687:ASN:C 2:1:689:GLU:N 2.75 0.40
2:1:687:ASN:O 2:1:689:GLU:N 2.55 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:F:6:LYS:HB3 1:F:75:HIS:CD2 2.56 0.40
1:H:176:GLU:HA 1:H:241:THR:O 2.21 0.40
1:B:149:TYR:HB3 1:B:277:PHE:CE1 2.56 0.40
1:G:178:HIS:CD2 1:G:243:VAL:HB 2.56 0.40
1:A:164:LEU:HG 1:A:165:PHE:CE1 2.57 0.40
1:H:135:GLU:HG3 1:H:147:PHE:CE1 2.57 0.40
1:B:247:LYS:HG3 1:B:266:GLU:OE1 2.22 0.40
1:E:274:ALA:HB1 1:E:275:PRO:CD 2.51 0.40
2:K:672:THR:HG22 | 2:K:679:GLN:HG2 2.04 0.40
1:G:279:LEU:HA 1:G:280:PRO:HD3 1.93 0.40
1:E:218:LEU:HD23 1:E:218:LEU:HA 1.92 0.40
1:E:67:-MET:HE1 1:E:95:.LEU:HG 2.02 0.40
1:G:224:SER:O 1:G:227:GLN:N 2.54 0.40
1:A:162:TYR:HA 1:A:163:PRO:HD3 1.77 0.40
1:H:19:ALA:O 1:H:23:ARG:HG3 2.21 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

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 314/352 (89%) 288 (92%) | 23 (7%) 3 (1%) 19 52
1 B 315/352 (90%) 296 (94%) | 18 (6%) 1 (0%) 46 |79
1 C 314/352 (89%) 286 (91%) | 23 (%) 5 (2%) 121 38
1 D 315/352 (90%) 286 (91%) | 27 (9%) 2 (1%) 30 65
1 E 314/352 (89%) 288 (92%) | 25 (8%) 1 (0%) 46 |79
1 F 314/352 (89%) 286 (91%) | 27 (9%) 1 (0%) 46 |79
1 G 315/352 (90%) 284 (90%) | 29 (9%) 2 (1%) 30 65
1 H 315/352 (90%) 288 (91%) | 23 (7%) 4 (1%) 157 44

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 I 40/43 (93%) 36 (90%) 3 (8%) 1 (2%)
2 J 40/43 (93%) 35 (88%) 5 (12%) 0
2 K 40/43 (93%) 34 (85%) 3 (8%) 3 (8%)
2 L 40/43 (93%) 34 (85%) 4 (10%) 2 (5%)
2 M 40/43 (93%) 37 (92%) 3 (8%) 0
2 N 40/43 (93%) 33 (82%) 6 (15%) 1 (2%)
2 O 39/43 (91%) 33 (85%) 5 (13%) 1 (3%)
2 P 40/43 (93%) 37 (92%) 3 (8%) 0
All All 2835/3160 (90%) | 2581 (91%) | 227 (8%) | 27 (1%) 197 52

All (27) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 C 350 TRP
2 I 711 SER
2 L 689 GLU
1 A 87 ASP
1 A 256 VAL
1 B 87 ASP
2 K 711 SER
2 L 688 PRO
1 C 347 GLY
1 H 87 ASP
2 K 688 PRO
2 K 690 GLY
1 H 349 ASP
1 F 87 ASP
1 H 144 PRO
2 O 689 GLU
1 C 126 PRO
1 C 161 PRO
1 H 350 TRP
2 N 694 CYS
1 C 51 PRO
1 D 51 PRO
1 G 51 PRO
1 A 51 PRO
1 E 161 PRO
1 D 126 PRO

Continued on next page...
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Mol | Chain | Res | Type
1 G 144 PRO

5.3.2 Protein sidechains ()

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 266,284 (94%) | 254 (96%) | 12 (4%) 34 68
1 B 267/284 (94%) | 260 (97%) | 7 (3%) 54 |86
1 C 266,284 (94%) | 262 (98%) | 4 (2%) 72
1 D 267/284 (94%) | 260 (97%) | 7 (3%) 54 186
1 E 266,/284 (94%) | 260 (98%) | 6 (2%) 58 88
1 F 266/284 (94%) | 258 (97%) | 8 (3%) 48 |82
1 G 267/284 (94%) | 259 (97%) | 8 (3%) 48 |82
1 H 267/284 (94%) | 264 (99%) | 3 (1%) 80 [95]
2 I 38/39 (97%) 36 (95%) | 2 (5%) 28 61
2 J 38/39 (97%) 37 (97%) 1 (3%) 54 |86/
2 K 38/39 (97%) 36 (95%) | 2 (5%) 28 61
2 L 38/39 (97%) 35 (92%) | 3 (8%) 15| 40
2 M 38/39 (97%) 35 (92%) | 3 (8%) 15| 40
2 N 38/39 (97%) | 37 (97%) | 1(3%) | 54 |86] |
2 o) 37/39 (95%) 35 (95%) | 2 (5%) 27 60
9 p 38/39 (97%) | 38 (100%) 0 [100] [200]
All | ALl | 2435/2584 (94%) | 2366 (97%) | 69 (3%) 51 |84

All (69) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 6 LYS
1 A 37 HIS
1 A 45 GLU

Continued on next page...
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Mol | Chain | Res | Type
1 A 66 LEU
1 A 84 GLN
1 A 152 ILE
1 A 155 ASN
1 A 184 ASP
1 A 201 LEU
1 A 316 ARG
1 A 326 SER
1 A 351 MET
1 B 31 HIS
1 B 37 HIS
1 B 84 GLN
1 B 148 VAL
1 B 167 MET
1 B 209 GLN
1 B 212 ASN
1 C 234 ARG
1 C 279 LEU
1 C 316 ARG
1 C 351 MET
1 D 12 ASN
1 D 37 HIS
1 D 51 PRO
1 D 59 PRO
1 D 82 THR
1 D 160 LEU
1 D 239 ARG
1 E 155 ASN
1 E 159 SER
1 E 201 LEU
1 E 209 GLN
1 E 212 ASN
1 E 351 MET
1 F 84 GLN
1 F 155 ASN
1 F 221 GLU
1 F 236 LEU
1 F 241 THR
1 F 316 ARG
1 F 320 GLU
1 F 351 MET
1 G 51 PRO

Continued on next page...
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Mol | Chain | Res | Type
1 G 84 GLN
1 G 117 SER
1 G 122 TRP
1 G 201 LEU
1 G 209 GLN
1 G 342 GLU
1 G 351 MET
1 H 48 GLN
1 H 209 GLN
1 H 315 GLN
2 I 687 ASN
2 I 707 VAL
2 J 688 PRO
2 K 681 THR
2 K 694 CYS
2 L 672 THR
2 L 683 LEU
2 L 686 ARG
2 M 686 ASN
2 M 690 GLN
2 M 694 ASN
2 N 707 VAL
2 O 699 LEU
2 O 711 SER

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (95) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 12 ASN
1 A 31 HIS
1 A 52 ASN
1 A 57 GLN
1 A 75 HIS
1 A 84 GLN
1 A 166 GLN
1 A 214 HIS
1 A 244 GLN
1 B 17 GLN
1 B 48 GLN
1 B o7 GLN
1 B 75 HIS
1 B 84 GLN

Continued on next page...



Page 43

Full wwPDB X-ray Structure Validation Report

2VUU

Continued from previous page...

Mol | Chain | Res | Type
1 B 212 ASN
1 B 214 HIS
1 B 272 HIS
1 C 12 ASN
1 C 75 HIS
1 C 136 ASN
1 C 155 ASN
1 C 166 GLN
1 C 237 ASN
1 C 244 GLN
1 C 346 ASN
1 D 12 ASN
1 D 57 GLN
1 D 62 ASN
1 D 75 HIS
1 D 136 ASN
1 D 166 GLN
1 D 244 GLN
1 E 62 ASN
1 E 75 HIS
1 E 80 ASN
1 E 136 ASN
1 E 166 GLN
1 E 202 GLN
1 E 214 HIS
1 E 272 HIS
1 F 12 ASN
1 F 17 GLN
1 F 48 GLN
1 F 52 ASN
1 F 62 ASN
1 F 63 ASN
1 F 75 HIS
1 F 84 GLN
1 F 166 GLN
1 F 214 HIS
1 F 237 ASN
1 F 253 ASN
1 G 52 ASN
1 G 57 GLN
1 G 62 ASN
1 G 84 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 G 107 HIS
1 G 136 ASN
1 G 166 GLN
1 G 214 HIS
1 G 272 HIS
1 H 12 ASN
1 H 31 HIS
1 H 57 GLN
1 H 62 ASN
1 H 63 ASN
1 H 5 HIS
1 H 84 GLN
1 H 106 GLN
1 H 136 ASN
1 H 155 ASN
1 H 166 GLN
1 H 202 GLN
1 H 272 HIS
1 H 315 GLN
1 H 346 ASN
2 I 687 ASN
2 I 691 GLN
2 J 675 ASN
2 K 675 ASN
2 K 691 GLN
2 K 704 HIS
2 L 675 ASN
2 L 679 GLN
2 L 704 HIS
2 M 678 GLN
2 M 690 GLN
2 M 694 ASN
2 M 703 HIS
2 N 675 ASN
2 N 704 HIS
2 O 675 ASN
2 P 675 ASN
2 P 687 ASN
2 P 691 GLN
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5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 16 ligands modelled in this entry, 8 are monoatomic - leaving 8 for Mogul analysis.

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

Mol | Type | Chain | Res | Link CountsBOII:l{i/IISeZn gtlﬁlﬁs\Z | > 2 CountsBOIPI{i/[ESHZIgle%Z | > 2
3 [ NAP | A [13s3] - [425252] 1.69 | 9(21%) |54,80,80] 157 | 6 (11%)
3 [ NAP | B [1353] - [425252] 1.68 | 9(21%) |54,80.80| 1.60 | 8 (14%)
3 [ NAP | C [1353] - [425252] 1.65 | 9(21%) | 54,8080 | 1.62 | 9 (16%)
3 [ NAP | D [1353] - [425252] 1.66 | 8(19%) | 54.80.80 | 1.60 | 8 (14%)
3 [ NAP | E [1353] - [425252] 1.69 | 10 (23%) | 54,80,80 | 1.63 | 8 (14%)
3 | NAP | F [1353] - |425252] 1.66 (21%) | 54,8080 | 1.62 | 7 (12%)
3 | NAP | G [ 1353] - [425252] 1.74 | 15 (35%) | 54,80,80 | 1.59 | 8 (14%)
3 | NAP | © [ 1353] - 425252 1.79 (19%) | 54,80,80 | 1.54 | 8 (14%)

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

component dictionary. Similar counts are reported in the Torsion and Rings columns.
no outliers of that kind were identified.

b

means
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
3 NAP A 1353 - - 0/27/67/67 | 0/5/5/5
3 NAP B 1353 - - 0/27/67/67 | 0/5/5/5
3 NAP C 1353 - - 0/27/67/67 | 0/5/5/5
3 NAP D 1353 - - 0/27/67/67 | 0/5/5/5
3 NAP E 1353 - - 0/27/67/67 | 0/5/5/5
3 NAP F 1353 - - 0/27/67/67 | 0/5/5/5
3 NAP G 1353 - - 0/27/67/67 | 0/5/5/5
3 NAP H 1353 - - 0/27/67/67 | 0/5/5/5

All (77) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 G 1353 | NAP | PA-O2A | -241 1.44 1.54
3 H 1353 | NAP | PA-O2A | -2.22 1.45 1.54
3 G 1353 | NAP | P2B-02X | -2.16 1.47 1.54
3 C 1353 | NAP | PN-O2N |-2.14 1.45 1.54
3 E 1353 | NAP | O7TN-C7N | -2.13 1.19 1.24
3 G 1353 | NAP | C5A-C4A | -2.13 1.35 1.40
3 G 1353 | NAP | P2B-0O3X | -2.12 1.47 1.54
3 G 1353 | NAP | C8A-NT7A | -2.11 1.30 1.34
3 E 1353 | NAP | PA-O2A | -2.08 1.46 1.54
3 F 1353 | NAP | PA-O2A | -2.07 1.46 1.54
3 A 1353 | NAP | O7TN-C7N | -2.07 1.19 1.24
3 F 1353 | NAP | C8A-NT7A | -2.04 1.30 1.34
3 G 1353 | NAP | O7N-C7N | -2.03 1.19 1.24
3 B 1353 | NAP | C8A-NT7A | -2.01 1.30 1.34
3 F 1353 | NAP | C5B-C4B | 2.01 1.58 1.51
3 G 1353 | NAP | C4A-N3A | 2.02 1.38 1.35
3 B 1353 | NAP | C4A-N3A | 2.04 1.38 1.35
3 C 1353 | NAP | C5B-C4B | 2.08 1.58 1.51
3 A 1353 | NAP | C4A-N3A | 2.09 1.38 1.35
3 B 1353 | NAP | C5B-C4B | 2.11 1.58 1.51
3 A 1353 | NAP | C5B-C4B | 2.17 1.58 1.51
3 G 1353 | NAP | O4D-C1D | 2.18 1.44 1.41
3 D 1353 | NAP | C5B-C4B | 2.19 1.58 1.51
3 B 1353 | NAP | C4A-N3A | 2.21 1.38 1.35
3 G 1353 | NAP | C5B-C4B | 2.24 1.58 1.51
3 C 1353 | NAP | C6N-C5N | 2.29 1.43 1.38
3 C 1353 | NAP | C4A-N3A | 2.32 1.39 1.35
3 D 1353 | NAP | C4A-N3A | 2.32 1.39 1.35
3 C 1353 | NAP | C5N-C4N | 2.32 1.43 1.38
3 H 1353 | NAP | C5N-C4N | 2.34 1.43 1.38
3 B 1353 | NAP | C7N-N7N | 2.37 1.37 1.33

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 H 1353 | NAP | C4A-N3A | 2.37 1.39 1.35
3 B 1353 | NAP | C6N-C5N | 2.38 1.43 1.38
3 A 1353 | NAP | C6N-C5N | 2.39 1.44 1.38
3 F 1353 | NAP | C5N-C4N | 2.42 1.43 1.38
3 E 1353 | NAP | C5N-C4AN | 2.42 1.43 1.38
3 F 1353 | NAP | C7N-NTN | 2.44 1.37 1.33
3 B 1353 | NAP | C5N-C4N | 2.44 1.43 1.38
3 G 1353 | NAP | C6N-C5N | 2.45 1.44 1.38
3 H 1353 | NAP | C6N-C5N | 2.45 1.44 1.38
3 B 1353 | NAP | C6N-C5N | 2.47 1.44 1.38
3 G 1353 | NAP | C5N-C4N | 2.49 1.44 1.38
3 D 1353 | NAP | C6N-C5N | 2.50 1.44 1.38
3 E 1353 | NAP | O4D-C1D | 2.50 1.44 141
3 F 1353 | NAP | C6N-C5N | 2.51 1.44 1.38
3 A 1353 | NAP | C5N-C4N | 2.52 1.44 1.38
3 G 1353 | NAP | C7TN-N7N | 2.52 1.38 1.33
3 D 1353 | NAP | C5N-C4N | 2.53 1.44 1.38
3 A 1353 | NAP | C7N-N7N | 2.56 1.38 1.33
3 D 1353 | NAP | C7N-N7N | 2.80 1.38 1.33
3 C 1353 | NAP | C7N-N7N | 2.88 1.38 1.33
3 C 1353 | NAP | C4N-C3N | 3.35 1.45 1.39
3 B 1353 | NAP | C4N-C3N | 3.43 1.45 1.39
3 D 1353 | NAP | C4N-C3N | 3.49 1.45 1.39
3 B 1353 | NAP | C7N-N7N | 3.50 1.40 1.33
3 G 1353 | NAP | CAN-C3N | 3.55 1.45 1.39
3 F 1353 | NAP | C4AN-C3N | 3.64 1.45 1.39
3 E 1353 | NAP | C2N-C3N | 3.70 1.44 1.39
3 B 1353 | NAP | C4N-C3N | 3.82 1.45 1.39
3 H 1353 | NAP | C2N-C3N | 3.87 1.44 1.39
3 A 1353 | NAP | C2N-C3N | 3.89 1.44 1.39
3 C 1353 | NAP | C2N-C3N | 3.90 1.44 1.39
3 D 1353 | NAP | C2N-C3N | 3.93 1.44 1.39
3 A 1353 | NAP | C4AN-C3N | 3.93 1.46 1.39
3 F 1353 | NAP | C2N-C3N | 3.94 1.45 1.39
3 H 1353 | NAP | C4N-C3N | 3.97 1.46 1.39
3 F 1353 | NAP | C6N-NIN | 3.98 1.46 1.35
3 D 1353 | NAP | C6N-NIN | 3.99 1.46 1.35
3 G 1353 | NAP | C2N-C3N | 4.09 1.45 1.39
3 G 1353 | NAP | C6N-NIN | 4.10 1.46 1.35
3 B 1353 | NAP | C2N-C3N | 4.11 1.45 1.39
3 B 1353 | NAP | C6N-NIN | 4.14 1.46 1.35
3 D) 1353 | NAP | C6N-NIN | 4.15 1.46 1.35

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 C 1353 | NAP | C6N-NIN | 4.16 1.46 1.35
3 H 1353 | NAP | C6N-NIN | 4.36 1.47 1.35
3 A 1353 | NAP | C6N-NIN | 4.39 1.47 1.35
3 H 1353 | NAP | C7N-N7N | 4.70 1.42 1.33

All (62) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
3 B 1353 | NAP | N3A-C2A-N1A | -5.63 124.59 128.89
3 C 1353 | NAP | N3A-C2A-N1A | -5.27 124.86 128.89
3 E 1353 | NAP | N3A-C2A-N1A | -5.24 124.88 128.89
3 F 1353 | NAP | N3A-C2A-N1A | -5.06 125.02 128.89
3 D 1353 | NAP | N3A-C2A-N1A | -4.93 125.12 128.89
3 A 1353 | NAP | N3A-C2A-N1A | -4.87 125.17 128.89
3 G 1353 | NAP | N3A-C2A-N1A | -4.60 125.37 128.89
3 H 1353 | NAP | N3A-C2A-N1A | -4.38 125.54 128.89
3 H 1353 | NAP | C3N-C7N-N7N | -2.88 114.67 117.82
3 B 1353 | NAP | C4D-O4D-C1D | -2.81 106.63 109.72
3 D 1353 | NAP | C4D-O4D-C1D | -2.79 106.65 109.72
3 C 1353 | NAP | C4D-O4D-C1D | -2.61 106.85 109.72
3 B 1353 | NAP PN-O3-PA -2.60 125.44 132.73
3 A 1353 | NAP | C4D-O4D-C1D | -2.56 106.90 109.72
3 C 1353 | NAP PN-O3-PA -2.45 125.86 132.73
3 G 1353 | NAP PN-O3-PA -2.44 125.86 132.73
3 F 1353 | NAP | C4D-O4D-C1D | -2.39 107.09 109.72
3 H 1353 | NAP | C4D-0O4D-C1D | -2.37 107.12 109.72
3 E 1353 | NAP PN-O3-PA -2.33 126.20 132.73
3 F 1353 | NAP | C3N-C7N-NTN | -2.25 115.35 117.82
3 G 1353 | NAP | C4D-O4D-C1D | -2.24 107.26 109.72
3 A 1353 | NAP PN-O3-PA -2.22 126.49 132.73
3 D 1353 | NAP PN-O3-PA -2.21 126.51 132.73
3 H 1353 | NAP PN-O3-PA -2.18 126.61 132.73
3 G 1353 | NAP | C3N-C7N-NT7N | -2.16 115.46 117.82
3 B 1353 | NAP | C4D-O4D-C1D | -2.13 107.38 109.72
3 C 1353 | NAP | C3N-C7N-N7N | -2.10 115.52 117.82
3 D 1353 | NAP | C3N-C7N-N7N | -2.09 115.53 117.82
3 B 1353 | NAP | C3N-C7N-N7N | -2.05 115.58 117.82
3 B 1353 | NAP | C3N-C7N-N7N | -2.05 115.58 117.82
3 D 1353 | NAP | C4A-C5A-NTA | 2.03 111.34 109.48
3 C 1353 | NAP | C4A-C5A-NTA | 2.03 111.35 109.48
3 B 1353 | NAP | C4A-C5A-NTA | 2.06 111.37 109.48
3 C 1353 | NAP | C2D-C3D-C4D | 2.07 106.86 102.61
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
3 G 1353 | NAP | C4A-C5A-N7A | 2.09 111.41 109.48
3 E 1353 | NAP | C2D-C3D-C4D | 2.10 106.92 102.61
3 F 1353 | NAP | C2D-C3D-C4D | 2.17 107.08 102.61
3 H 1353 | NAP | C2D-C3D-C4D | 2.18 107.09 102.61
3 H 1353 | NAP | O7TN-C7N-C3N | 3.15 123.03 119.59
3 B 1353 | NAP | O7N-C7N-C3N | 3.39 123.28 119.59
3 B 1353 | NAP | O4D-C1D-N1N | 3.94 112.46 108.13
3 C 1353 | NAP | O7N-C7N-C3N | 4.02 123.97 119.59
3 A 1353 | NAP | O7TN-C7N-C3N | 4.07 124.03 119.59
3 C 1353 | NAP | O4D-C1D-N1IN | 4.18 112.72 108.13
3 D 1353 | NAP | OTN-C7N-C3N | 4.18 124.15 119.59
3 D 1353 | NAP | O4D-C1D-N1IN | 4.21 112.76 108.13
3 D) 1353 | NAP | O7N-C7N-C3N | 4.22 124.19 119.59
3 A 1353 | NAP | O4D-C1D-N1N | 4.23 112.78 108.13
3 G 1353 | NAP | O7N-C7N-C3N | 4.25 124.23 119.59
3 F 1353 | NAP | O4D-C1D-NIN | 4.27 112.82 108.13
3 E 1353 | NAP | O4D-C1D-N1IN | 4.28 112.84 108.13
3 G 1353 | NAP | O4D-C1D-N1IN | 4.29 112.84 108.13
3 F 1353 | NAP | O7N-C7N-C3N | 4.54 124.54 119.59
3 H 1353 | NAP | O4D-C1D-N1N | 4.55 113.13 108.13
3 C 1353 | NAP | O4B-C4B-C5B | 4.82 126.55 109.32
3 D 1353 | NAP | O4B-C4B-C5B | 4.82 126.56 109.32
3 E 1353 | NAP | O4B-C4B-C5B | 4.83 126.61 109.32
3 A 1353 | NAP | O4B-C4B-C5B | 4.87 126.73 109.32
3 B 1353 | NAP | O4B-C4B-C5B | 4.96 127.05 109.32
3 F 1353 | NAP | O4B-C4B-C5B | 4.97 127.11 109.32
3 H 1353 | NAP | O4B-C4B-C5B | 5.00 127.20 109.32
3 G 1353 | NAP | O4B-C4B-C5B | 5.10 127.55 109.32

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

6 monomers are involved in 9 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 A 1353 | NAP 2 0
3 B 1353 | NAP 1 0
3 C 1353 | NAP 1 0
3 D 1353 | NAP 2 0
3 F 1353 | NAP 1 0
3 H 1353 | NAP 2 0
gPDEB
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A | 318/352 (90%) -0.32 92, 47, 74, 91 0
1 B 319/352 (90%) -0.18 21, 49, 78, 99 0
1 C 318/352 (90%) -0.29 23, 45, 73, 90 0
1 D 319/352 (90%) -0.28 20, 46, 74, 91 0
1 D) 318/352 (90%) -0.28 18, 43, 71, 83 0
1 F 318/352 (90%) -0.30 23, 43, 69, 81 0
1 G 319/352 (90%) -0.24 95, 44, 71, 99 0
1 H 319/352 (90%) -0.32 21, 43, 73, 85 0
2 I 42/43 (97%) 0.18 30, 60, 121, 126 | 0
2 ] 42/43 (97%) 0.32 35, 60, 110, 121 | 0
2 K 42/43 (97%) 0.20 35,62, 121,130 | 0
2 I, 42/43 (97%) 0.13 99, 57, 114,139 | 0
2 M 42/43 (97%) 0.29 22,53, 111, 134 | 0
2 N 42/43 (97%) 0.12 30, 57, 116, 130 | 0
2 0 41/43 (95%) 0.24 36, 54, 108, 124 | 0
2 p 42/43 (97%) 0.27 33,55, 111,125 | 0

Al | Al | 2883/3160 (91%) | -0.22 | 13 (0%) [91] s8] | 18,46, 78,130 | 0

All (13) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
687 | PRO 4.8
688 | GLU 3.8
688 | PRO 3.7
688 | PRO 3.2
688 | PRO 3.1

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

Mol | Chain | Res | Type | RSRZ
687 | ASN 3.0
688 | PRO 2.9
689 | GLU 2.8
688 | PRO 2.7
688 | PRO 24
672 | THR 2.2
672 | THR 2.1
684 | TRP 2.0

DO DD DO DO DO DN DD
a2 Ol R 2

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 NAP H 1353 | 48/48 0.97 0.19 0.34 22,61,106,110 0
3 NAP D 1353 | 48/48 0.97 0.18 0.05 25,53,74,85 0
3 NAP A 1353 | 48/48 0.97 0.18 0.03 36,54,98,105 0
3 NAP F 1353 | 48/48 0.97 0.17 | -0.01 25,49,80,87 0
3 NAP E 1353 | 48/48 0.98 0.17 | -0.12 20,48,80,87 0
3 NAP G 1353 | 48/48 0.97 0.18 -0.13 27,51,78,99 0
3 NAP C 1353 | 48/48 0.97 0.17 | -0.16 31,57,96,101 0
3 NAP B 1353 | 48/48 0.97 0.16 -0.39 25,55,87,91 0
i | ZN P | 1713| 1/1 0.99 | 0.15 | 045 | 47474747 0
4 ZN M 1712 1/1 1.00 0.15 -0.63 48,48,48,48 0
4 ZN N 1713 1/1 0.99 0.14 | -0.95 53,53,53,53 0
4 ZN I 1713 1/1 0.99 0.13 -1.03 58,58,58,58 0
1 | ZN O | 1r2]| 1/1 0.99 | 0.14 | -1.06 | 52,52,52,52 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
4 ZN J 1713 1/1 0.98 0.14 | -1.12 57,57,57,57 0
4 ZN K 1713 1/1 0.99 0.11 | -1.22 66,66,66,66 0
4 ZN L 1713 1/1 0.99 0.13 | -1.26 58,58,58,58 0
6.5 Other polymers (i)
There are no such residues in this entry.
$roe
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