WDRLDWI

2PDB

PRUTEIN DATA BANK

Full wwPDB X-ray Structure Validation Report ()

PDB ID
Title

Authors
Deposited on
Resolution

Mar 1, 2014 — 03:58 AM GMT

1L6L

Structures of Apolipoprotein A-IT and a Lipid Surrogate Complex Provide
Insights into Apolipoprotein-Lipid Interactions

Kumar, M.S.; Carson, M.; Hussain, M.M.; Murthy, H.M.K.

2002-03-11

2.30 A(reported)

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

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

MolProbity : 4.02b-467
Mogul : 1.152013

Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 21963
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)

Validation Pipeline (wwPDB-VP) : stable22683


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

Page 2 Full wwPDB X-ray Structure Validation Report 1L6L

1 Overall quality at a glance (i)

The reported resolution of this entry is 2.30 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 N 38
Ramachandran outliers T 4.0%
Sidechain outliers T 0 N 3.5%
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))
Clashscore 79885 3679 (2.30-2.30)
Ramachandran outliers 78287 3642 (2.30-2.30)
Sidechain outliers 78261 3641 (2.30-2.30)

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

Note EDS was not executed.
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Continued from previous page...

Mol | Chain | Length Quality of chain
1 J 7 ——
1 K I —
1 L 7 —
1 M 7 —
1 P 77 —
1 Q 7 R—
1 S 7 S—
1 T I —
1 U 7 -
1 \Y 77 —
1 W 77 ——
1 X 77 —
1 Y 7 R—
1 7 7 ——
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 21106 atoms, of which 0
are hydrogen and 0 are deuterium.

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

e Molecule 1 is a protein called Apolipoprotein A-II.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR TN ERE
RN Y RN ERE
L] C 70 1 g 0 10 o ; ; ;
Lt b “ 0 a0 00 18 o ; ; ;
L] B "2 e am s 16 o ; : :
L] F & r ass o 10 o ; ; :
L] ¢ “ s s 17 o : : 0
L H “ a0 17 o : : 0
INEEEE T HIREEE
IR Y NN
INENE T T IREEEE
RN F P IR
IR Y T IR
IR Y T IR
IR YT IR EEE
IR Y TSI REEEE

Continued on next page...


http://wwpdb.org/ValidationPDFNotes.html#h.7dhjbsckv7c8

Page 5 Full wwPDB X-ray Structure Validation Report 1L6L

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR I EEEEE
RN Y RN ERE
RN T T IEEEEE
LV 7 or ass o 10 o ¥ ¥ ¥
Lpw E " am s 10 o ; ; ;
X 7 or ass o 10 o ; ; :
Ly “ a0 17 o ; ; :
NN T T HREEEE
L] E s s 10 o : : :
L] 2 E s s 17 o : : 0
IR TS S K
RN Y T IREEEE
IR HEEEEE
IEEENF TS IREEEE
IEEENE T T IR
IR YT IR EEE

e Molecule 2is SUGAR (B-OCTYLGLUCOSIDE) (three-letter code: BOG) (formula: Cy4Hag0g).
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OH

HC 0, D \J

Ho?” Q_j\DH

o
Mol | Chain | Residues Atoms ZeroOcc | AltConf

2 I 1 T(l)gal g (1) 0 0
2 B 1 ngal 1(31 (g 0 0
2 A 1 ngal 1(31 (6) 0 0
2 A 1 T;gal 1(31 (6) 0 0
2 I 1 ngal 1(31 (6) 0 0
2 B 1 T;’gal 104 (6) 0 0
2 J 1 T;’gal 104 (6) 0 0
2 ] | ngal 104 (6) 0 0
2 B | T;gal ﬁ (6) 0 0
2 K 1 ngal 1(31 g 0 0
2 D 1 ngal 51 (g 0 0
2 D 1 T‘igal S (1) 0 0
2 C 1 T;gal 51 (g 0 0
2 L | T‘;gal 51 (g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 K 1 T;gal 51 (6) 0 0
2 N | T‘;gal 51 (g 0 0
2 N | T;Bal 51 (g 0 0
2 F | T;Bal 51 (6) 0 0
2 M 1 ngal 51 (6) 0 0
2 M 1 ngal 1(31 g 0 0
2 N 1 ngal 1(31 g 0 0
2 E 1 ngal 1(31 2 0 0
2 N 1 T;Bal Sl 2 0 0
2 M | ngal Sl g 0 0
2 H 1 T;’Bal Sl 2 0 0
RN I
RN I
2 H 1 ngal 1(31 (g 0 0
I R
2 H 1 ngal 1(31 (6) 0 0
2 p 1 ngal 1(31 (6) 0 0
2 G 1 T;’gal 1(31 (6) 0 0
2 G 1 T;’gal 104 (6) 0 0
2 T 1 ngal 104 (6) 0 0
2 2 | ngal 104 (6) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 S | ngal Sl (6) 0 0
2 1 | T‘;gal 51 (g 0 0
2 T | T;Bal 51 (g 0 0
2 1 | T;Bal 51 (6) 0 0
2 2 1 ngal 51 (6) 0 0
2 1 1 ngal 1(31 g 0 0
2 U 1 ngal 1(31 g 0 0
2 3 1 ngal 1(31 2 0 0
2 4 1 T;Bal Sl 2 0 0
2 U 1 ngal Sl g 0 0
2 3 1 T;’Bal Sl 2 0 0
2 6 1 ngal Sl (g 0 0
p W 1 ngal 1(21 (g 0 0
P 5 1 ngal 1(31 (g 0 0
P 5 1 ngal 1(31 (6? 0 0
P 5 1 ngal 1(31 (6) 0 0
2 6 1 ngal 1(31 (6) 0 0
2 W 1 T;’gal 1(31 (6) 0 0
2 5 1 T;’gal 104 (6) 0 0
2 X 1 ngal 104 (6) 0 0
2 7 | ngal 104 (6) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 8 | T;gal 51 (6) 0 0
2 8 1 T‘;gal 51 (g 0 0
2 7 | T;Bal 51 (g 0 0
2 Y | T;Bal 51 (6) 0 0
2 7 1 ngal 51 (6) 0 0
2 7 1 ngal 1(31 g 0 0
2 Y 1 ngal 1(31 g 0 0
2 Y 1 ngal 1(31 2 0 0
e Molecule 3 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 1 19 T(l’tgal 1% 0 0

3 2 27 Tgt;ﬂ ;)7 0 0

3 3 31 Tgtlal :?1 0 0

3 4 28 Tgtgal 38 0 0

3 5 21 Tgtlal 201 0 0

3 6 23 ngal 2% 0 0

3 7 42 th;‘l 4?2 0 0

3 8 65 ngal 55 0 0

3 A 36 ngal ?% 0 0

3 B 30 ngal ?% 0 0

3 C 16 Tcl’gal 106 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 1 D 19 Tf;gal % 0 0
3 D 46 ngal 23 0 0
3 F 26 T;gal 2% 0 0
3 G 70 T‘;Bal % 0 0
3 H 20 ngal % 0 0
3 I 38 ngal ?% 0 0
3 J 32 ngal ?())2 0 0
3 K 32 Tgtzal ?())2 0 0
3 L 26 T(z’gal 206 0 0
3 M 31 Tgtlal 3% 0 0
3 N 56 ngal % 0 0
3 p 34 Tgff‘l ?(31 0 0
3 Q 39 Tgtgal ?% 0 0
3 S 28 Tgtgal 38 0 0
3 T 29 ngal 202 0 0
3 U 27 Tg,t;ﬂ ;)7 0 0
3 V 23 ngal 2% 0 0
3 W 23 T;’gal 2% 0 0
3 X 20 T;’gal 2% 0 0
3 | Y 38 ngal ?% 0 0
3 7 23 ngal 2% 0 0
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3 Residue-property plots (i)

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

Note EDS was not executed.
e Molecule 1: Apolipoprotein A-II
Chain A:

o - N M © N~ oo = OEEOEED O < NmEmO
© N~ D H A s alrsl N N N N @ Mo [5]
o > 0> 0n o> oH>H > B4 = =X na <

e Molecule 1: Apolipoprotein A-II

O o 00 w0 ~ -
0 ~ — — = o & & @ o b
A - - o - > = £ wn A <

e Molecule 1: Apolipoprotein A-II

540
ovar
F42
|
K46
|
T50
P51
|
K54
| K55
A56
|
N62
P74
AT5
T76
L

NI ~ ©
<SS © ~

V29
K39
sS40
K46
E47
Q48
L49
T50
P51
E69
L70
Q73
P74

el A 00 I QN LD @ O mmw ~ oo - M 0 00 O EHO mmM © N~ 0o
S © N~ 0 v-1 \-1 — N N N M o m 0o N < & < w0 w w0 w0 © © © © ©
m O >M| = > - o — =X o o< X > [ ) [2lN=g A x < = B >

e Molecule 1: Apolipoprotein A-II

OmmO® O mm LO 0O — - S EED O EEO < mmL ©
5] 0 — — N N N ] A SN [rTe] L]
< A — = A = £ wn = > (20 oA Mo

e Molecule 1: Apolipoprotein A-II
Chain E:

o o w ©

OISO O~ DO oo

NEMAO>MHOA>MokLo
w
~
<

e Molecule 1: Apolipoprotein A-II

K23
V29
G57
F63
F67
G71
T72
P74
AT75

@ —
0 ©
il =

vi8

o mm
—
]

K23
L25
F67

©O I~
(SR
=M

K28
K30
S31
P32
E33
L34
Q35
K44
S45
K46
E69
L70

o
~

PO O mm O = N M
< 0w 0 © © ©©
B = H > =


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

1L6L

Full wwPDB X-ray Structure Validation Report

Page 12

Chain F:

11D

¥Ld
€L0

TLD

0za

8TA

o =
-
o

N < 0~
<< =] o >

e Molecule 1: Apolipoprotein A-II

e Molecule 1: Apolipoprotein A-II

Chain H:

vLd
€0

LA

3]
<

e Molecule 1: Apolipoprotein A-II

€LD

TLD

89A

994

S7S

e Molecule 1: Apolipoprotein A-II

Chain J:

11D

SLY

€L0

89A

998
791

091
654

LS99

SG%

7S

Led

el

ced

L

91b
ST4

™
-
o

o mm
Q O
W0 a

< w0
oA

e Molecule 1: Apolipoprotein A-II

Chain K:

w O~
[
<b o

€L0

TLD

+

€94

3

450!

TSd
0SL

8vh

(4721

Y€1

e Molecule 1: Apolipoprotein A-II

Chain L:

ced

6CA

LLD

€.Lb

(48

0%s
6€)

< ©
® )
= <

o
®
a,

9ZN

ST4

€10

o
—
©n

o
[ 3]
w4

-
4 ©
IL'JIU

3]
<

e Molecule 1: Apolipoprotein A-II

Chain M:

O

R LDWIDE
PROTEIN DATA BANK

W



1L6L

Full wwPDB X-ray Structure Validation Report

Page 13

Yid
€Ld
CTLL

694

194

€94

091
654
8GL
A
95V

252!

2S1

671

v

15728

ced

[ores
0ogx
62A

Se1
eza

1128

8TA

9Th
ST4

€1d
(453

01T

< WN-
=] o >

(414

e Molecule 1: Apolipoprotein A-II

041
694

©
©
>

€94

= o
© ©
==

(23
)
INI

~
)
o

S8
vau
€51

T8d
0SL

i

42!
£vd

15729

9ey
sed

0€X

ST4

¥

e Molecule 1: Apolipoprotein A-II

Chain P:

9LL
SLV

€L0
CTLL

89A
194

SO <~ OO N .
N 0 O 1) 0 ©
3 oA = =

e Molecule 1: Apolipoprotein A-II

Chain Q:

v.d
€0

194

791

TOA

LSD

SG%

€SI

T8d

e Molecule 1: Apolipoprotein A-II

Chain S:

I
N~
=3

TLD
0LT

89A

©
©
>

%91

091

8GL

o).}

TSd
0SL

£va
cvd

(74

I

9EV

e

ced
1€S
0oex
62A
8¢y

= N m
NN
I’Uﬁ‘i

6TL

< © ©
- - =
> o B>

€T
(4%
TTA

va

e Molecule 1: Apolipoprotein A-II

Chain T:

9LL

v.ld
€L0

LD
0LT

89A

791
€94

TOA

8vh

4728

{47

ovs
6EX

9EV

ced
T€S

6CA

S21

T2h

Q‘-l\-t 2-
m =4 B>

e Molecule 1: Apolipoprotein A-II

Chain U:

LLD

Y.d
€L0

694
89A

%91

0971

R LDWIDE

O

erbDBe

PROTEIN DATA BANK

W

e Molecule 1: Apolipoprotein A-II

Chain V:



1L6L

Full wwPDB X-ray Structure Validation Report

Page 14

694
89A

994

91

—
o
<
=
o
-
o
=
[N
e}
E
—
o
o,
<
o
=
=
(]
=
=
[}

=
§=
<
<
O

w0
A

3]
<

[—
=
<
g
<5}
+~
o
—~
[oF
Q
L
—
Q
oY
<
L
=
=
Q
=
=
[ J

N
=
3
=
o

SLV
Y.Ld
€L0

TLD
041

v91
€94

9ey
sed

e Molecule 1: Apolipoprotein A-II

Chain Y:

Y.Ld
€L0

0L1

194
994

e Molecule 1: Apolipoprotein A-II

Chain Z:

e Molecule 1: Apolipoprotein A-II

Chain 1:

(4%
TTA

LA
90

9LL
SLY

€L

TLD

994

791
€94
TON

091

TSd
0SL

472!
€vd
(4721
15728

0 ~ D
) 1) o
(=4 5] £

eed
ced
Tes
0ex
6CA

9CZH
S¢1

€ed
(443

6TL
8TA

ST4

(453

< w0
.mmi

e Molecule 1: Apolipoprotein A-II

e Molecule 1: Apolipoprotein A-II

L1D

e Molecule 1: Apolipoprotein A-II

Chain 4:

O

R LDWIDE
PROTEIN DATA BANK

W



1L6L

Full wwPDB X-ray Structure Validation Report

Page 15

8GL

e Molecule 1: Apolipoprotein A-II

Chain 5:
< X M A m 0 (=4 29 = £

LD

€0

041
194
091
98V
€51

Tad
0SL

gvs

Led
9ev

ced
€8

D
N
i>l

e Molecule 1: Apolipoprotein A-II

vca

e Molecule 1: Apolipoprotein A-II

Chain 7:

YLd
€Ld

LD

T6d

87h

el

o€
6CA

Se1

{443
TCA

9Tb
STd
228

(453

—
-
=

IIJ-
A

R LDWIDE

O

erbDBe

PROTEIN DATA BANK

W

e Molecule 1: Apolipoprotein A-II



Page 16 Full wwPDB X-ray Structure Validation Report 1L6L

4 Data and refinement statistics (i)

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

Property Value Source
Space group P1 Depositor
Cell constants 114.40A  115.90A 126.60A .
Depositor
a, b, c, a, B,y 90.70° 96.20° 93.50°
Resolution (A) 8.00 - 2.30 Depositor
/0 Data completeness 88.0 (8.00-2.30) Depositor
(in resolution range)
Rinerge 0.06 Depositor
Roym 0.06 Depositor
Refinement program CNS Depositor
R, Ryree 0.198 , 0.238 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 21106 wwPDB-VP
Average B, all atoms (A?) 31.0 wwPDB-VP
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5 Model quality (i)

5.1 Standard geometry (i)

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

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 | by /g7 #|Z| >5 RMSZ | #[Z] >5
0.41 1/593 (0.2%) 0.49 0/797
0.41 1/591 (0.2%) 0.45 0/795
4.18 6/595 (1.0%) 0.53 0/799
0.42 1/595 (0.2%) 0.45 0/798
0.41 1/607 (0.2%) 0.49 0/815
0.41 1/607 (0.2%) 0.46 0/815

0.28 0/568 0.45 0/763

041 | 1/598 (0.2%) | 0.46 0/806
040 | 1/601 (02%) | 047 0/810
041 | 1/601 (02%) | 048 0/810
0.40 | 1/615 (0.2%) | 0.45 0/828
0.30 0/600 0.47 0/806
0.29 0/586 0.45 0/784

041 | 17605 (0.2%
041 | 1/598 (0.2%
042 | 1/598 (0.2%
041 | 1/593 (02%
0.41 | 1/601 (0.2%
411 | 6/600 (1.0% 0.54 0/806
043 | 1/597 (02% 0.45 0/799

) | 051 0/813
(0-2%)
(0-2%)
(0-2%)
(0-2%)
(1.0%)
(0-2%)

042 | 1/615 (0.2%) | 0.51 0/828
(1.1%)
(0-2%)
(0.2%)
(0-2%)
(0-2%)

)

0.49 0/806
0.47 0/806
0.51 0/797
0.45 0/810

343 | 7/615 (1.1% 0.63 | 2/328 (0.2%)
041 | 1/592 (0.2% 0.47 0/796
0.41 | 1/585 (0.2% 0.49 0/787
0.41 | 1/601 (0.2% 0.53 0/810
0.40 | 1/601 (0.2% 0.47 0/810

= === === =] =] === === =] =] == =] =] =] =] =] =] =] =] =] =] = =] =

N| << = < a8l wlOo] B Z| 2o B | —| = Q= & O] Q| | 5| o] ~1| o] | | ol o =

041 | 1/615 (0.2% 0.45 0/828
0.29 0/605 0.47 0/813
040 | 1/594 (0.2%) | 0.44 0/793
041 | 1/605 (02%) | 048 0/813
0.40 | 1/598 (0.2%) | 0.44 0/806
0.42 | 1/583 (0.2%) | 0.49 0/784
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. Bond lengths Bond angles
Mol | Chain | ¢ o7 #|Z| >5 RMSZ | #|Z] >5
All All 1.26 | 44/19158 (0.2%) | 0.48 | 2/25759 (0.0%)

All (44) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 3 66 | TYR | CD1-CE1 | 55.43 2.22 1.39
1 3 66 | TYR | CD2-CE2 | 53.00 2.18 1.39
1 K 66 | TYR | CD2-CE2 | 52.73 2.18 1.39
1 K 66 | TYR | CD1-CE1 | 52.49 2.18 1.39
1 K 66 | TYR | CE2-CZ | 39.00 1.89 1.38
1 N 67 | PHE | CD1-CE1 | 38.75 2.16 1.39
1 N 67 | PHE | CD2-CE2 | 38.64 2.16 1.39
1 N 67 | PHE | CE1-CZ | 38.11 2.09 1.37
1 N 67 | PHE | CE2-CZ | 38.02 2.09 1.37
1 3 66 | TYR | CE2-CZ | 37.42 1.87 1.38
1 3 66 | TYR | CE1-CZ | 36.71 1.86 1.38
1 K 66 | TYR | CE1-CZ | 36.31 1.85 1.38
1 3 66 | TYR | CG-CD2 | 29.24 1.77 1.39
1 K 66 | TYR | CG-CD2 | 29.18 1.77 1.39
1 3 66 | TYR | CG-CD1 | 29.15 1.77 1.39
1 K 66 | TYR | CG-CD1 | 29.01 1.76 1.39
1 N 67 | PHE | CG-CD1 | 25.02 1.76 1.38
1 N 67 | PHE | CG-CD2 | 24.61 1.75 1.38
1 L 37 | GLU | CD-OE2 | 7.18 1.33 1.25
1 4 37 | GLU | CD-OE2 | 7.12 1.33 1.25
1 Q 37 | GLU | CD-OE2 | 7.02 1.33 1.25
1 B 37 | GLU | CD-OE2 | 6.99 1.33 1.25
1 H 37 | GLU | CD-OE2 | 6.97 1.33 1.25
1 X 37 | GLU | CD-OE2 | 6.95 1.33 1.25
1 6 37 | GLU | CD-OE2 | 6.94 1.33 1.25
1 8 37 | GLU | CD-OE2 | 6.94 1.33 1.25
1 Z 37 | GLU | CD-OE2 | 6.94 1.33 1.25
1 2 37 | GLU | CD-OE2 | 6.94 1.33 1.25
1 F 37 | GLU | CD-OE2 | 6.92 1.33 1.25
1 U 37 | GLU | CD-OE2 | 6.91 1.33 1.25
1 G 37 | GLU | CD-OE2 | 6.91 1.33 1.25
1 I 37 | GLU | CD-OE2 | 6.91 1.33 1.25
1 N 37 | GLU | CD-OE2 | 6.91 1.33 1.25
1 J 37 | GLU | CD-OE2 | 6.90 1.33 1.25
1 M 37 | GLU | CD-OE2 | 6.88 1.33 1.25
1 P 37 | GLU | CD-OE2 | 6.88 1.33 1.25
1 A 37 | GLU | CD-OE2 | 6.86 1.33 1.25

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

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 S 37 | GLU | CD-OE2 | 6.86 1.33 1.25
1 T 37 | GLU | CD-OE2 | 6.86 1.33 1.25
1 Y 37 | GLU | CD-OE2 | 6.86 1.33 1.25
1 1 37 | GLU | CD-OE2 | 6.85 1.33 1.25
1 C 37 | GLU | CD-OE2 | 6.84 1.33 1.25
1 ) 37 | GLU | CD-OE2 | 6.83 1.33 1.25
1 W 37 | GLU | CD-OE2 | 6.79 1.33 1.25

All (2) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 N 67 | PHE | CD1-CG-CD2 | 5.09 124.92 118.30
1 N 67 | PHE | CB-CG-CD2 | -5.05 117.27 120.80

There are no chirality outliers.

There are no planarity outliers.

5.2 Close contacts (i)

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

Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 1 583 0 276 27 9
1 2 581 0 279 22 0
1 3 585 0 a87 93 0
1 4 586 0 290 41 0
1 ) 597 0 296 27 0
1 6 597 0 596 34 2
1 7 559 0 558 33 0
1 8 o987 0 289 69 2
1 A 590 0 286 51 0
1 B 590 0 286 45 0
1 C 604 0 604 60 0
1 D 590 0 290 45 0
1 E 578 0 579 72 9
1 F 595 0 597 39 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 S 20 0 28 1 0
2 T 40 0 56 6 0
2 U 40 0 56 6 0
2 W 40 0 56 3 0
2 X 20 0 28 5 0
2 Y 60 0 84 6 0
2 Z 60 0 84 9 0
3 1 19 0 0 6 0
3 2 27 0 0 11 0
3 3 31 0 0 39 0
3 4 28 0 0 17 0
3 ) 21 0 0 10 0
3 6 23 0 0 9 0
3 7 42 0 0 17 0
3 8 65 0 0 54 0
3 A 36 0 0 33 0
3 B 30 0 0 23 0
3 C 16 0 0 5 0
3 D 19 0 0 15 0
3 E 46 0 0 27 0
3 F 26 0 0 20 0
3 G 70 0 0 43 0
3 H 20 0 0 11 0
3 I 38 0 0 30 0
3 J 32 0 0 25 0
3 K 32 0 0 25 0
3 L 26 0 0 19 0
3 M 31 0 0 19 0
3 N o6 0 0 45 0
3 P 34 0 0 14 0
3 Q 39 0 0 20 0
3 S 28 0 0 20 0
3 T 22 0 0 12 0
3 U 27 0 0 21 0
3 \% 23 0 0 12 0
3 W 23 0 0 15 0
3 X 20 0 0 23 0
3 Y 38 0 0 32 0
3 Z 23 0 0 29 0

All All 21106 0 20586 1535 11

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 38.
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All (1535) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:3:66: TYR:CD2 1:3:66:TYR:CG 1.77 1.70
1:3:66: TYR:CG 1:3:66:TYR:CD1 1.77 1.68
1:K:66: TYR:CD1 1:K:66: TYR:CG 1.76 1.68
1:N:67:PHE:CG 1:N:67:PHE:CD2 1.75 1.68
1:K:66:TYR:CD2 1:K:66:TYR:CG 1.77 1.67
1:N:67:PHE:CG 1:N:67:PHE:CD1 1.76 1.64
1:K:66:TYR:CZ 1:K:66:TYR:CE1 1.85 1.64
1:3:66: TYR:CE1 1:3:66:TYR:CZ 1.86 1.63
1:3:66:TYR:CE2 1:3:66:TYR:CZ 1.87 1.62
1:K:66:TYR:CZ 1:K:66:TYR:CE2 1.89 1.60
1:H:2:ALA:HA 1:H:3:LYS:NZ 1.32 1.44

1:H:3:LYS:NZ 1:H:3:LYS:H 1.18 1.41
1:N:67:PHE:CE1 1:N:67:PHE:CZ 2.09 1.40
1:N:67:PHE:CE2 1:N:67:PHE:CZ 2.09 1.40

1:H:3:LYS:N 1:H:3:LYS:HZ2 0.93 1.36
1:N:67:PHE:CE1 1:N:67:PHE:CD1 2.16 1.33

1:H:3:LYS:N 1:H:3:LYS:NZ 1.72 1.33
1:2:76:THR:OG1 1:4:3:LYS:NZ 1.62 1.33
1:N:67:PHE:CD2 1:N:67:PHE:CE2 2.16 1.31
1:K:66:TYR:CE2 1:K:66:TYR:CD2 2.18 1.31
1:K:66:TYR:CD1 1:K:66:TYR:CE1 2.18 1.31
1:3:66: TYR:CD2 1:3:66:TYR:CE2 2.18 1.30

1:H:2:ALA:C 1:H:3:LYS:HZ2 1.34 1.30
1:K:54:LYS:HB3 3:K:249:HOH:O 1.30 1.29
1:Q:53:ILE:HG22 3:Q:1636:HOH:O 1.32 1.28
1:7:5:PRO:HB3 3:7:1737:HOH:O 1.32 1.28
1:E:62:ASN:HA 3:E:1660:HOH:O 1.28 1.28
1:3:66: TYR:CE1 1:3:66:TYR:CD1 2.22 1.26
1:7:33:GLU:HG2 3:7:1749:HOH:O 1.33 1.25
1:N:46:LYS:HD2 3:N:1657:HOH:O 1.29 1.25
1:T:77:GLN:HB3 1:V:3:LYS:NZ 1.47 1.25

1:H:2:ALA:CA 1:H:3:LYS:NZ 1.99 1.25

1:Q:9:SER:HA 3:Q:1643:HOH:O 1.36 1.24

1:4:77:GLN:O 1:6:3:LYS:HG2 1.35 1.23
1:N:4:GLU:HB2 3:N:1652:HOH:O 1.35 1.22
1:Y:74:PRO:HA 3:Y:1750:HOH:O 1.39 1.22
1:B:16:GLN:HB3 3:B:1610:HOH:O 1.39 1.19
1:6:66: TYR:HA 3:6:1743:HOH:O 1.38 1.19
1:5:5:PRO:HD2 3:5:712:HOH:O 1.37 1.19
1:1:71:GLY:HA2 3:1:1609:HOH:O 1.42 1.19

1. T:77:GLN:C 1:V:3:LYS:NZ 1.97 1.17
1:V:34:LEU:HD21 3:V:1034:HOH:O 1.43 1.17

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

1:P:44:LYS:HE2 3:P:1664:HOH:O 1.45 1.17
1:4:77:GLN:O 1:6:3:LYS:CG 1.93 1.16
1:H:2:ALA:CA 1:H:3:LYS:HZ3 1.57 1.15
1:8:39:LYS:HG3 3:8:1740:HOH:O 1.43 1.14
1:J:31:SER:HB3 3:J:1630:HOH:O 1.44 1.14
1:N:67:PHE:CD1 2:N:1624:BOG:H2’2 1.83 1.14
1:V:53:ILE:HD12 3:V:1332:HOH:O 1.48 1.14
1:3:66: TYR:CD1 2:3:1716:BOG:C4’ 2.32 1.13
1:3:66: TYR:CE2 2:3:1716:BOG:C5’ 2.32 1.13
1:Y:26:MET:HA 3:Y:1742:HOH:O 1.46 1.13
1:2:24:ASP:HB3 3:2:1730:HOH:O 1.46 1.13
3:P:1649:HOH:O 1:Q:2:ALA:HB2 1.45 1.13
2:E:1623:BOG:H6’2 3:N:1649:HOH:O 1.47 1.13
1.T:77:GLN:CB 1:V:3:LYS:NZ 2.10 1.13
1:3:66: TYR:CE1 2:3:1716:BOG:C4’ 2.33 1.12
1:N:67:PHE:CE1 2:N:1624:BOG:C2’ 2.32 1.12
1:G:51:PRO:HD3 3:G:1640:HOH:O 1.44 1.12
1:B:51:PRO:HG2 3:B:1632:HOH:O 1.49 1.12
1:8:33:GLU:HA 3:8:1760:HOH:O 1.48 1.12
1:Y:60:LEU:HB3 3:Y:1765:HOH:O 1.48 1.12
1:3:66: TYR:CD2 2:3:1716:BOG:C5’ 2.33 1.11
1:K:66:TYR:CD1 2:K:1616:BOG:C4’ 2.34 1.11
1:N:67:PHE:CD2 2:N:1624:BOG:C3’ 2.34 1.11
1:C:8:GLU:HG2 3:K:238:HOH:O 1.49 1.11
1:N:67:PHE:CE2 2:N:1624:BOG:C3’ 2.32 1.11
1:3:30:LYS:HG2 3:3:1737:HOH:O 1.47 1.11
1:K:66:TYR:CE1 2:K:1616:BOG:C5’ 2.35 1.10
1:K:66:TYR:CD1 2:K:1616:BOG:C5’ 2.34 1.10
1:B:69:GLU:HB3 3:B:1630:HOH:O 1.50 1.10
1:8:28:LYS:HE2 3:8:1784:HOH:O 1.52 1.10
1:K:66:TYR:CD2 2:K:1616:BOG:C5’ 2.34 1.10
1:G:44:LYS:HD3 3:G:1645:HOH:O 1.50 1.10
1:N:67:PHE:CD2 2:N:1624:BOG:H3’1 1.86 1.10
1:L:39:LYS:HA 3:L:1632:HOH:O 1.51 1.10
1:K:66:TYR:CD2 2:K:1616:BOG:C4’ 2.34 1.09
1:N:67:PHE:CD1 2:N:1624:BOG:C2’ 2.34 1.09
1:N:73:GLN:HB3 3:N:1625:HOH:O 1.50 1.09
1:K:66:TYR:CE1 2:K:1616:BOG:C4’ 2.35 1.09
1:K:66:TYR:CE2 2:K:1616:BOG:C4’ 2.35 1.09
1:N:67:PHE:CE2 2:N:1624:BOG:H3’2 1.87 1.09
1:K:66:TYR:CE2 2:K:1616:BOG:C5’ 2.35 1.09
1:S:43:GLU:HA 3:5:1705:HOH:O 1.50 1.09

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:M:46:LYS:HD3 3:M:1649:HOH:O 1.51 1.09
1:3:66: TYR:CD2 2:3:1716:BOG:C4’ 2.35 1.08
1:N:67:PHE:CZ 2:N:1624:BOG:C2’ 2.36 1.08
1:3:66: TYR:CZ 2:3:1716:BOG:C5’ 2.36 1.08
1:8:30:LYS:HB2 3:8:1743:HOH:O 1.52 1.08
1:N:67:PHE:CZ 2:N:1624:BOG:C3’ 2.37 1.08
1:H:50: THR:HB 3:H:1648:HOH:O 1.51 1.08
1:Q:7:VAL:HG23 3:Q:1631:HOH:O 1.53 1.07
1:3:66: TYR:CD2 2:3:1716:BOG:H5’2 1.89 1.07
1:U:39:LYS:HG2 3:U:1716:HOH:O 1.54 1.07
1:3:66: TYR:CE1 2:3:1716:BOG:C5’ 2.36 1.07
1:Y:8:GLU:HG3 3:Y:1755:HOH:O 1.53 1.07
1:3:66: TYR:CD1 2:3:1716:BOG:C5H’ 2.37 1.07
1:K:75:ALA:HA 3:K:497:-HOH:O 1.55 1.07
1.T:77:GLN:CB 1:V:3:LYS:HZ3 1.67 1.06
1:3:66: TYR:CE2 2:3:1716:BOG:C4’ 2.39 1.06
1:N:67:PHE:CD1 2:N:1624:BOG:C3’ 2.39 1.06
1:K:54:LYS:HE3 3:K:429:HOH:O 1.55 1.06
1:N:67:PHE:CE1 2:N:1624:BOG:C3’ 2.39 1.06
1:T:77:GLN:NE2 1:V:3:LYS:HZ1 1.51 1.06
1:4:25:LEU:HB2 3:4:1725:HOH:O 1.53 1.05
1:K:66:TYR:CZ 2:K:1616:BOG:C5’ 2.38 1.05
1:N:67:PHE:CE2 2:N:1624:BOG:C2’ 2.39 1.05
1:3:66: TYR:CG 2:3:1716:BOG:C4’ 2.39 1.05
1:3:66: TYR:CZ 2:3:1716:BOG:C4’ 2.40 1.05
1:3:66: TYR:CG 2:3:1716:BOG:H4’1 1.91 1.05
1:G:6:CYS:HB3 3:G:1687:HOH:O 1.54 1.05
1:K:66:TYR:CZ 2:K:1616:BOG:C4’ 2.38 1.05
1:M:37:GLU:HG2 3:M:1648:HOH:O 1.56 1.05
1:K:66: TYR:CD2 2:K:1616:BOG:H4’1 1.93 1.04
1:K:66:TYR:CG 2:K:1616:BOG:C4’ 2.40 1.04
1:Y:74:PRO:HG3 3:Y:1735:HOH:O 1.56 1.04
1:3:66: TYR:CE1 2:3:1716:BOG:H4’2 1.93 1.04
1:D:10:LEU:HG 3:D:1632:HOH:O 1.56 1.04
1:3:66: TYR:CE2 2:3:1716:BOG:H5’1 1.92 1.03
1:K:66:TYR:CG 2:K:1616:BOG:C5’ 2.40 1.03
1:N:7:VAL:HG11 3:N:1650:HOH:O 1.56 1.03
1:A:51:PRO:HB2 3:A:1622:HOH:O 1.59 1.03
1:N:67:PHE:CG 2:N:1624:BOG:C3’ 2.42 1.03
1:3:3:LYS:HD3 1:3:3:LYS:H 0.89 1.03
1:3:66: TYR:CG 2:3:1716:BOG:C5H’ 2.42 1.03
1:Y:37:GLU:HA 3:Y:1768:HOH:O 1.54 1.03

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:L:55:LYS:HG2 3:L:1640:HOH:O 1.58 1.02
1:N:67:PHE:CD2 2:N:1624:BOG:C2’ 2.41 1.02
1:S:66: TYR:HD1 3:S5:1725:HOH:O 1.40 1.02
1:C:3:LYS:HD3 1:J:75:ALA:N 1.74 1.02

2:B:1606:BOG:H62 3:1:1628:HOH:O 1.59 1.02
1:1:41:TYR:HE2 3:1:1710:HOH:O 1.40 1.02
1:N:9:SER:HB3 3:N:1631:HOH:O 1.59 1.02
1.T:77:GLN:HB3 1:V:3:LYS:HZ3 0.98 1.01
3:5:1731:HOH:O 1:T:70:LEU:HD13 1.55 1.01

1:T:77:GLN:C 1:V:3:LYS:HZ2 1.58 1.01

1:W:58: THR:HG23 3:W:641:HOH:O 1.60 1.01
1:H:8:GLU:HB3 3:H:1650:HOH:O 1.58 1.01
1:7:42:PHE:HD1 3:7:1756:HOH:O 1.40 1.01
1:N:67:PHE:CG 2:N:1624:BOG:C2’ 2.43 1.01
1:D:75:ALA:HB2 3:D:1617:HOH:O 1.60 1.01

2:E:1623:BOG:H5 3:E:1657:HOH:O 1.61 1.00
1:P:30:LYS:HD2 3:P:1644:HOH:O 1.58 1.00
1:K:66:TYR:CD2 2:K:1616:BOG:H5’1 1.94 1.00
1:3:3:LYS:HD3 1:3:3:LYS:N 1.73 1.00

1:7:34:LEU:HD22 3:72:1751:HOH:O 1.59 1.00

1:F:61:VAL:HG23 3:F:581:HOH:O 1.59 1.00
1:C:3:LYS:HD3 1:J:75:ALA:CA 1.92 0.99
1:A:54:LYS:HE3 3:A:1631:HOH:O 1.60 0.99

1:2:9:SER:HA 3:2:1719:HOH:O 1.62 0.99
1:7:14:TYR:HB2 3:7:1738:HOH:O 1.60 0.99
1:A:14:TYR:HB2 3:A:1618:HOH:O 1.60 0.99
3:7:1750:HOH:O 1:7:51:PRO:HB2 1.61 0.99
1:3:34:LEU:HG 3:3:1733:HOH:O 1.62 0.98
1:K:66:TYR:CD1 2:K:1616:BOG:H5’2 1.97 0.98
1:G:3:LYS:HB3 1:N:74:PRO:HA 1.45 0.98

1:E:77:GLN:HE22 1:N:75:ALA:HB3 1.24 0.98
1:K:66:TYR:CD1 2:K:1616:BOG:H4'2 1.96 0.98
1:8:45:SER:HB3 3:8:1762:HOH:O 1.61 0.98
1:M:39:LYS:HG3 3:M:1629:HOH:O 1.63 0.98
1:5:2:ALA:HB1 3:5:545:HOH:O 1.62 0.98
1:J:44:.LYS:HB2 3:J:1627:HOH:O 1.61 0.97
1:N:67:PHE:CZ 2:N:1624:BOG:H2’1 1.96 0.97
1:7:30:LYS:HG2 3:8:1769:HOH:O 1.62 0.97
1:7Z:67:PHE:HE1 3:7:1754:HOH:O 1.45 0.97

2:K:1610:BOG:H6’2 3:K:1336:HOH:O 1.62 0.97
3:A:1612:HOH:O 1:B:10:LEU:HD13 1.63 0.97
1:N:5:PRO:HA 3:N:1637:HOH:O 1.66 0.96
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:M:24:ASP:HA 2:M:1620:BOG:H1’1 1.42 0.96
1:3:10:LEU:HG 3:3:1734:HOH:O 1.64 0.96
1:N:67:PHE:CE1 2:N:1624:BOG:H2’1 1.97 0.96
1:C:5:PRO:HA 1:J:76: THR:HA 1.46 0.96
3:W:271:HOH:O 1:6:60:LEU:HD11 1.64 0.96
1:T:77:GLN:NE2 1:V:3:LYS:NZ 2.15 0.95
1:N:67:PHE:CG 2:N:1624:BOG:H3’1 1.99 0.95
1:T:60:LEU:HB2 3:T:1396:HOH:O 1.66 0.95
1:G:44:LYS:HB2 3:G:1657:HOH:O 1.66 0.95
1:6:14:TYR:HE1 3:6:1737:HOH:O 1.48 0.95
1:H:60:LEU:HB2 3:H:1635:HOH:O 1.67 0.94
1:3:66: TYR:CZ 2:3:1716:BOG:H5’1 2.00 0.94

1:H:2:ALA:N 1:M:77:GLN:HA 1.80 0.94
1:M:41:TYR:HA 3:M:1635:HOH:O 1.67 0.94
1:M:54:LYS:HG3 2:M:1621:BOG:H2 1.50 0.94

2:K:1610:BOG:H4’1 3:K:1336:HOH:O 1.67 0.94
1:K:66:TYR:CG 2:K:1616:BOG:H5’1 2.02 0.93
1:N:3:LYS:HA 3:N:1662:HOH:O 1.68 0.93
2:Y:1730:BOG:H7’1 3:7:1738:HOH:O 1.68 0.92
1:G:28:LYS:HD3 3:G:1673:HOH:O 1.69 0.92
1:E:75:ALA:HB2 1:M:76: THR:HB 1.51 0.92
1:3:24:ASP:HA 3:3:1718:HOH:O 1.70 0.92
1:K:66:TYR:CG 2:K:1616:BOG:H4’1 2.03 0.91
1:F:18:VAL:HG13 3:F:678:HOH:O 1.69 0.91
1:N:67:PHE:CZ 2:N:1624:BOG:H3’2 2.06 0.91
1:G:52:LEU:HD23 3:H:1639:HOH:O 1.71 0.91

1:T:77:GLN:O 1:V:3:LYS:CE 2.19 0.91
1:E:63:PHE:HZ 3:N:1629:HOH:O 1.54 0.90
1:L:3:LYS:HD3 3:L:1617:-HOH:O 1.70 0.90
1:A:46:LYS:HD3 3:A:1620:HOH:O 1.71 0.90
1:Y:70:LEU:CD1 3:Y:1735:HOH:O 2.20 0.90
1:8:32:PRO:HD2 3:8:1737:HOH:O 1.70 0.90
1:N:65:SER:HB2 3:N:1651:HOH:O 1.71 0.90

1:3:3:LYS:CD 1:3:3:LYS:H 1.82 0.90
1:L:12:SER:HA 3:L:1618:HOH:O 1.70 0.90
1:F:18:VAL:HA 3:F:678:HOH:O 1.71 0.90

1:4:39:LYS:HA 3:4:1742:HOH:O 1.70 0.90
1:8:56:ALA:HB1 3:8:1770:HOH:O 1.72 0.89
1:7:34:LEU:-HB2 3:72:1751:HOH:O 1.73 0.89

1:H:2:ALA:CA 1:H:3:LYS:HZ2 1.73 0.89
1:V:3:LYS:HD2 3:3:1725:HOH:O 1.72 0.89
1:1:64:LEU:HB3 3:1:1714:HOH:O 1.72 0.89
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:U:17:-THR:HG23 3:U:1725:HOH:O 1.73 0.89
1:E:34:LEU:HG 3:E:1648:HOH:O 1.72 0.89
1:3:39:LYS:HD2 3:3:1727:HOH:O 1.73 0.88
1:X:35:GLN:HG3 3:X:1738:HOH:O 1.71 0.88
1:X:54:LYS:HB2 3:X:1735:HOH:O 1.72 0.88
1:Z:12:SER:HB3 3:7:1753:HOH:O 1.71 0.88
2:Q:1628:BOG:H2 3:Q:1654:HOH:O 1.73 0.88
1:8:39:LYS:HB2 3:8:1734:HOH:O 1.73 0.88
1:U:32:PRO:HG2 3:U:1734:HOH:O 1.72 0.87
1:T:77:GLN:HE21 1:V:3:LYS:HZ1 1.17 0.87
1:H:39:LYS:HG3 3:H:1645:HOH:O 1.73 0.87
3:V:734:HOH:O 2:3:1716:BOG:H2’2 1.75 0.87
1:N:67:PHE:CE1 2:N:1624:BOG:C4’ 2.58 0.87
1:K:66:TYR:CE1 2:K:1616:BOG:H5’2 2.07 0.87
1:3:66: TYR:CE2 2:3:1716:BOG:C3’ 2.58 0.87
2:T:1706:BOG:H61 1:1:44:LYS:HB3 1.57 0.86
1:7:38:ALA:HB2 3:7:1740:HOH:O 1.72 0.86
1:3:66: TYR:CD1 2:3:1716:BOG:H4’2 2.08 0.86
1:3:66: TYR:CG 2:3:1716:BOG:H5’2 2.10 0.86
1:K:15:PHE:HB2 3:K:1336:HOH:O 1.73 0.86
1:4:43:GLU:HA 3:4:1733:HOH:O 1.75 0.86
2:N:1624:BOG:C3’ 2:N:1624:BOG:C2’ 2.53 0.86
1:3:66: TYR:CD2 2:3:1716:BOG:H4’1 2.07 0.86
1:S:55:LYS:HA 3:5:1722:HOH:O 1.75 0.86
1:1:75:ALA:HB1 3:3:1721:HOH:O 1.74 0.86
1:E:77:GLN:NE2 1:N:75:ALA:HB3 1.88 0.86
1:T:77:GLN:O 1:V:3:LYS:HE2 1.74 0.86
1:Y:70:LEU:HG 3:Y:1735:HOH:O 1.76 0.85
1:Y:14:TYR:CD2 3:Y:1754:HOH:O 2.27 0.85
1:W:19:THR:HG21 3:W:409:HOH:O 1.74 0.85
2:D:1612:BOG:H1 3:K:602:HOH:O 1.77 0.85
2:F:1619:BOG:C6 3:F:678:HOH:O 2.25 0.85
1:8:60:LEU:HB2 3:8:1770:HOH:O 1.76 0.85
3:5:1731:HOH:O 1:T:70:LEU:HD22 1.75 0.85
3:7:1741:HOH:O 1:8:70:LEU:HD11 1.76 0.85
1:7:27.:GLU:HB2 3:7:1747:HOH:O 1.75 0.85
1:2:41:TYR:HA 3:2:1716:HOH:O 1.76 0.85
2:F:1619:BOG:H62 3:F:678:HOH:O 1.77 0.85
1:T:40:SER:HB2 3:T:1214:HOH:O 1.77 0.85
2:B:1606:BOG:H61 1:1:44:LYS:HB3 1.55 0.84
1:3:35:GLN:CB 3:3:1738:HOH:O 2.24 0.84
1:K:66:TYR:CE1 2:K:1616:BOG:H4’2 2.10 0.84
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:3:35:GLN:HA 3:3:1738:HOH:O 1.76 0.84
1:D:61:VAL:HG11 3:D:1628:HOH:O 1.77 0.84
1:4:14:TYR:HD1 3:4:1717:HOH:O 1.60 0.84
1:G:58: THR:HB 3:G:1686:HOH:O 1.75 0.84
1:V:62:ASN:HB2 3:V:1308:HOH:O 1.76 0.84
1:N:44:LYS:HB3 3:N:1660:HOH:O 1.77 0.84
1:Q:4:GLU:HB2 3:Q:1647:HOH:O 1.76 0.84
3:D:1630:HOH:O 2:K:1610:BOG:H6’1 1.77 0.84
1:V:62:ASN:CB 3:V:1308:HOH:O 2.26 0.84
1:T:17:THR:HG21 3:T:1111:HOH:O 1.78 0.84
1:U:35:GLN:HG3 3:U:1740:HOH:O 1.78 0.84
1:N:67:PHE:CG 2:N:1624:BOG:H2'2 2.12 0.83
1:C:7:VAL:HG13 3:C:1616:HOH:O 1.76 0.83
1:X:64:LEU:HD13 3:X:1744:HOH:O 1.78 0.83
1:K:66:TYR:CZ 2:K:1616:BOG:C3’ 2.61 0.83
1:A:18:VAL:CG1 3:A:1626:HOH:O 2.25 0.83
1:G:43:GLU:HB3 3:G:1650:HOH:O 1.76 0.83
1:N:67:PHE:CE2 2:N:1624:BOG:C1’ 2.62 0.83
1:E:58: THR:HB 3:E:1624:HOH:O 1.77 0.83
1:7:21:'TYR:HB2 3:7:1766:HOH:O 1.78 0.83
1:1:20:ASP:HB3 3:1:1632:HOH:O 1.78 0.83
1:Y:28:LYS:HD3 3:Y:1766:HOH:O 1.78 0.83
1:3:30:LYS:HA 3:3:1737:HOH:O 1.78 0.83
1:X:3:LYS:HE2 1:X:3:LYS:N 1.94 0.83
1:A:56:ALA:HB1 3:B:1629:HOH:O 1.77 0.83
1:Y:13:GLN:HG2 3:Y:1743:HOH:O 1.78 0.82
1:8:50: THR:HG21 3:8:1729:HOH:O 1.78 0.82
3:A:1614:HOH:O 1:C:3:LYS:HE3 1.78 0.82
2:G:1634:BOG:C5 3:G:1698:HOH:O 2.28 0.82
1:4:77:GLN:O 1:6:3:LYS:HG3 1.79 0.82
1:G:18:VAL:HG23 3:Q:1652:HOH:O 1.79 0.82
3:A:1624:HOH:O 1:J:15:PHE:HD1 1.63 0.82
1:8:46:LYS:HD2 3:8:1766:HOH:O 1.80 0.82
1:4:3:LYS:HB2 3:4:1723:HOH:O 1.78 0.82
1:J:44:LYS:CB 3:J:1627:HOH:O 2.24 0.81
1:Y:70:LEU:HD12 3:Y:1735:HOH:O 1.77 0.81
1:4:46:LYS:HD2 3:4:1733:HOH:O 1.80 0.81
1:U:77:GLN:HA 3:U:1718:HOH:O 1.79 0.81
1:H:3:LYS:HZ1 1:H:3:LYS:H 1.24 0.81
1:K:66:TYR:CE2 2:K:1616:BOG:C6’ 2.64 0.81
1:7:14:TYR:CB 3:7:1741:HOH:O 2.27 0.81
1:8:36:ALA:HA 3:8:1764:HOH:O 1.81 0.81
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:S:66: TYR:CD1 3:5:1725:HOH:O 2.20 0.81
2:N:1622:BOG:C6 3:N:1656:HOH:O 2.28 0.81

1:1:20:ASP:CB 3:1:1632:HOH:O 2.27 0.81
1:K:63:PHE:HB2 3:K:763:HOH:O 1.80 0.81
1:K:66:TYR:CZ 2:K:1616:BOG:C6’ 2.62 0.81
1:N:67:PHE:CD2 2:N:1624:BOG:C1’ 2.63 0.81

1:X:18:VAL:HG22 3:5:724:HOH:O 1.80 0.81

1:C:3:LYS:HD3 1:J:75:ALA:HA 1.63 0.80
1:V:30:LYS:HB3 3:V:1306:HOH:O 1.81 0.80
1:A:14:TYR:CB 3:A:1640:HOH:O 2.28 0.80
1:X:35:GLN:CB 3:X:1738:HOH:O 2.29 0.80
1:Y:18:VAL:HB 3:Y:1739:HOH:O 1.79 0.80
1:3:66: TYR:CD1 2:3:1716:BOG:C6’ 2.64 0.80
1:1:76: THR:HB 1:1:77:GLN:OE1 1.80 0.80
3:G:1678:HOH:O 1:H:63:PHE:CE2 2.35 0.80
1:G:62:ASN:HA 3:G:1663:HOH:O 1.80 0.80

1:H:2:ALA:C 1:H:3:LYS:HD2 2.02 0.80

1:Q:7:VAL:CG2 3:Q:1631:HOH:O 2.21 0.80
1:N:67:PHE:CE2 2:N:1624:BOG:H1'2 2.17 0.80
1:3:66: TYR:CE1 2:3:1716:BOG:C6’ 2.65 0.80
1:Y:14:TYR:HD2 3:Y:1754:HOH:O 1.61 0.80
1:J:13:GLN:HG2 3:M:1645:-HOH:O 1.80 0.80

1:H:3:LYS:CE 1:H:3:LYS:N 2.44 0.80

1:N:5:PRO:CA 3:N:1637:HOH:O 2.24 0.80
1:Y:70:LEU:CG 3:Y:1735:HOH:O 2.29 0.79
1:G:47:GLU:HA 3:G:1640:HOH:O 1.80 0.79

1:T:70:LEU:HD11 3:2:1721:HOH:O 1.81 0.79
1:4:14:TYR:CD1 3:4:1717:HOH:O 2.35 0.79
2:N:1622:BOG:H62 3:N:1656:HOH:O 1.80 0.79

1:P:59:GLU:HA 3:P:1639:HOH:O 1.83 0.79
1:G:27:GLU:HB3 3:G:1697:HOH:O 1.82 0.79
1:K:66:TYR:CE2 2:K:1616:BOG:C3’ 2.65 0.79
3:W:762:HOH:O 2:6:1717:BOG:H&’2 1.82 0.79

1:2:76: THR:HG21 3:2:1710:HOH:O 1.82 0.79

1:V:4:GLU:H 1:V:5:PRO:HD2 1.47 0.79

1.T:77:GLN:O 1:V:3:LYS:NZ 2.15 0.79
1:Y:63:PHE:CE1 3:Y:1753:HOH:O 2.35 0.79
1:E:19: THR:HB 3:E:1625:HOH:O 1.82 0.79
1:X:35:GLN:CG 3:X:1738:HOH:O 2.28 0.79

1:N:9:SER:CB 3:N:1631:HOH:O 2.25 0.78

2:G:1634:BOG:H62 3:G:1698:HOH:O 1.82 0.78
1:N:34:LEU:HG 3:N:1654:HOH:O 1.83 0.78
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Atom-1 Atom-2 Distance(A) | Clash(A)
3:W:271:HOH:O 1:6:60:LEU:CD1 2.25 0.78
1:X:9:SER:HB2 3:X:1730:HOH:O 1.83 0.78

1:X:70:LEU:HD21 3:7:1746:HOH:O 1.82 0.78
1:U:3:LYS:HZ1 1:U:5:PRO:HG3 1.46 0.78
1:L:15:PHE:HB3 3:L:1618:HOH:O 1.83 0.78
1:B:49:LEU:HD11 3:1:1629:HOH:O 1.82 0.78
1:6:14:TYR:CE1 3:6:1737:HOH:O 2.27 0.78
1:M:56:ALA:HB3 2:M:1621:BOG:H2’2 1.66 0.78
1:8:46:LYS:CD 3:8:1766:HOH:O 2.32 0.78
1:E:26:MET:HA 3:E:1661:HOH:O 1.83 0.78
1:2:44:LYS:HB2 3:2:1716:HOH:O 1.84 0.78
1:Q:6:CYS:SG 3:Q:1644:HOH:O 2.42 0.78
1:Q:5:PRO:HD2 3:Q:1631:HOH:O 1.84 0.78
1:8:56:ALA:CB 3:8:1770:HOH:O 2.28 0.78
1:G:65:SER:HA 3:G:1677:-HOH:O 1.84 0.77
1:N:44:LYS:CB 3:N:1660:HOH:O 2.31 0.77
1:6:23:LYS:HD3 3:6:1739:HOH:O 1.84 0.77
1:P:28:LYS:HE3 3:P:1658:HOH:O 1.82 0.77
2:G:1633:BOG:H2'1 | 1:Q:64:LEU:HD13 1.65 0.77
1:B:69:GLU:CB 3:B:1630:HOH:O 2.20 0.77
1:E:46:LYS:HB2 3:E:1656:HOH:O 1.83 0.77
1:D:25:LEU:HB3 2:D:1612:BOG:H2’1 1.67 0.77
1:X:64:LEU:CD1 3:X:1744:HOH:O 2.32 0.77
1:8:38:ALA:HB2 3:8:1778:HOH:O 1.85 0.77
1:Y:5:PRO:C 3:Y:1736:HOH:O 2.23 0.77
1:D:4:GLU:H 1:D:5:PRO:HD2 1.50 0.77
3:5:1055:HOH:O 1:6:44:LYS:HD3 1.84 0.77
1:F:75:ALA:CB 3:F:142:HOH:O 2.32 0.76
1:A:77:GLN:NE2 1:C:3:LYS:NZ 2.33 0.76
1:7:53:ILE:HA 3:7:1742:HOH:O 1.84 0.76
1:7:27:GLU:CB 3:7:1747:-HOH:O 2.30 0.76
3:A:1624:HOH:O 1:J:15:PHE:CD1 2.38 0.76
1:T:77:GLN:CA 1:V:3:LYS:NZ 2.47 0.76
1:P:27:GLU:HA 3:P:1644:HOH:O 1.84 0.76
1:A:23:LYS:HD3 3:A:1630:HOH:O 1.85 0.76
1:F:26:-MET:SD 3:J:1616:HOH:O 2.43 0.76
1:G:35:GLN:CD 3:G:1646:HOH:O 2.23 0.76
1:C:5:PRO:HG2 1:D:3:LYS:HG3 1.68 0.76
1:U:32:PRO:HB2 3:U:1731:HOH:O 1.86 0.76
1:1:22:GLY:HA3 3:1:1633:HOH:O 1.85 0.76
1:N:67:PHE:CD2 2:N:1624:BOG:H1’2 2.20 0.76
2:M:1625:BOG:H7’1 1:N:67:PHE:CE1 2.21 0.76
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:44:LYS:CD 3:G:1645:HOH:O 2.20 0.76
1:Y:63:PHE:HE1 3:Y:1753:HOH:O 1.66 0.76
1:G:34:LEU:HB2 3:G:1696:HOH:O 1.86 0.76
1:L:76: THR:HB 3:L:1629:HOH:O 1.86 0.76
1:F:61: VAL:HG11 3:F:1459:HOH:O 1.84 0.76
1:J:16:GLN:HB3 3:J:1623:HOH:O 1.86 0.76
2:Y:1733:BOG:H5’1 1:8:63:PHE:HB3 1.66 0.75
1.T:77:GLN:HB3 1:V:3:LYS:HZ1 1.49 0.75
1:A:7:VAL:HA 3:A:1638:HOH:O 1.85 0.75
1:K:26:MET:CA 3:K:602:HOH:O 2.35 0.75
1:W:3:LYS:C 3:W:692:HOH:O 2.24 0.75
1:P:68:VAL:HG13 3:P:1637:HOH:O 1.86 0.75
1:J:40:SER:HB2 3:J:1613:HOH:O 1.87 0.75
1:W:19:THR:CG2 3:W:321:HOH:O 2.32 0.75
1:T:4:GLU:HA 3:T:1100:HOH:O 1.86 0.75
1:J:9:SER:HB2 3:J:1633:HOH:O 1.86 0.75
1:6:31:SER:H 1:6:32:PRO:HD2 1.52 0.75
1:S:4:GLU:HG3 3:5:1727:HOH:O 1.87 0.74
1:N:65:SER:CB 3:N:1651:HOH:O 2.30 0.74
1:X:63:PHE:HB3 3:X:1744:HOH:O 1.87 0.74
1:Y:14:TYR:CE1 3:Y:1745:HOH:O 2.40 0.74
1:S:18:VAL:HG13 3:5:1719:HOH:O 1.87 0.74
1:8:72:THR:HG23 3:8:1744:HOH:O 1.87 0.74
1:N:9:SER:CB 3:N:1646:HOH:O 2.35 0.74
2:D:1612:BOG:H1’2 1:K:26:MET:SD 2.27 0.74
3:F:1387:HOH:O 1:M:15:PHE:CZ 2.40 0.74
1:E:58: THR:CG2 3:E:1624:HOH:O 2.34 0.74
1:N:11:VAL:O 2:N:1618:BOG:H5’1 1.86 0.74
1:F:18:VAL:HG13 2:F:1619:BOG:H62 1.70 0.74
2:2:1708:BOG:H2 3:2:1734:HOH:O 1.88 0.74
1:P:2:ALA:N 1:P:3:LYS:HZ3 1.86 0.73
1:E:63:PHE:HA 2:N:1624:BOG:H7'2 1.68 0.73
1:A:14:TYR:CD2 3:A:1618:HOH:O 2.40 0.73
1:D:73:GLN:HB3 1:D:74:PRO:HD3 1.69 0.73
1:7:60:LEU:HB2 3:7:1757:HOH:O 1.88 0.73
1:V:21:'TYR:HH 1:4:21:'TYR:HE1 1.36 0.73
1:E:63:PHE:CZ 3:N:1629:HOH:O 2.32 0.73
2:K:1610:BOG:H4 3:K:238:HOH:O 1.88 0.73
1:D:75:ALA:CB 3:D:1617:HOH:O 2.27 0.73
1:U:16:GLN:NE2 3:U:1722:HOH:O 2.21 0.73
1:E:19:THR:CB 3:E:1625:HOH:O 2.35 0.73
1:S:64:LEU:HB3 3:5:1730:HOH:O 1.87 0.73
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:E:34:.LEU:CG 3:E:1648:HOH:O 2.32 0.73
2:E:1623:BOG:H6’1 | 2:N:1624:BOG:H8&’3 1.70 0.73
1:D:61:VAL:HG21 3:D:1628:HOH:O 1.86 0.73
1:7:14:TYR:HB3 3:7:1741:HOH:O 1.87 0.73
1:Y:56:ALA:HB3 3:Y:1746:HOH:O 1.88 0.73
1:T:77:GLN:OXT 1:V:3:LYS:HD3 1.89 0.73
1:A:6:CYS:C 3:A:1638:HOH:O 2.27 0.72
1:X:35:GLN:C 3:X:1738:HOH:O 2.26 0.72
1:X:22:GLY:CA 3:X:1737:HOH:O 2.36 0.72
1:8:50: THR:HB 1:8:51:PRO:HD3 1.69 0.72
1:8:38:ALA:HB3 3:8:1741:HOH:O 1.88 0.72
1:Y:13:GLN:CD 3:Y:1743:HOH:O 2.26 0.72
2:3:1716:BOG:C5’ 2:3:1716:BOG:C4’ 2.67 0.72
1:1:9:SER:HB2 3:1:1636:HOH:O 1.87 0.72
1. T:77:GLN:CD 1:V:3:LYS:NZ 2.43 0.72
1:F:20:ASP:HB3 3:F:1118:HOH:O 1.88 0.72
1:1:4:GLU:N 1:1:5:PRO:HD3 2.04 0.72
1:N:9:SER:HB3 3:N:1646:HOH:O 1.88 0.72
1:J:57:GLY:CA 3:J:1619:HOH:O 2.37 0.72
1:E:61:VAL:HG11 3:E:1643:HOH:O 1.88 0.72
1:V:10:LEU:HG 3:V:345:HOH:O 1.89 0.72
1:8:50: THR:CG2 3:8:1729:HOH:O 2.37 0.72
1:U:3:LYS:NZ 1:U:5:PRO:HG3 2.05 0.71
1:Q:73:GLN:HB3 1:Q:74:PRO:HD3 1.71 0.71
1:J:33:GLU:HA 3:J:1622:HOH:O 1.89 0.71
1:3:66:TYR:CD1 2:3:1716:BOG:H6’1 2.25 0.71
2:1:1605:BOG:H4’1 3:1:1620:HOH:O 1.89 0.71
1:G:35:GLN:HB2 3:G:1646:HOH:O 1.90 0.71
1:W:43:GLU:CD 3:W:961:HOH:O 2.29 0.71
1:J:40:SER:CB 3:J:1613:HOH:O 2.39 0.71
1:T:18:VAL:HG13 2:T:1702:BOG:H3’1 1.73 0.71
1:C:48:GLN:HB2 2:C:1614:BOG:H3’1 1.70 0.71
1:3:66: TYR:CE1 2:3:1716:BOG:H6’2 2.25 0.71
1:3:66: TYR:CZ 2:3:1716:BOG:C3’ 2.73 0.71
1:K:26:MET:HB2 3:K:602:HOH:O 1.90 0.71
1:X:77:GLN:O 1:7:3:LYS:HA 1.90 0.71
1:3:35:GLN:CA 3:3:1738:HOH:O 2.30 0.71
1:72:14:TYR:C 3:7:1741:HOH:O 2.30 0.70
1:N:67:PHE:CE1 2:N:1624:BOG:H4’1 2.25 0.70
1:6:77:GLN:HB3 3:7:1758: HOH:O 1.88 0.70
1:8:39:LYS:N 3:8:1741:HOH:O 2.24 0.70
1:F:18:VAL:CA 3:F:678:HOH:O 2.35 0.70
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:G:21:TYR:HD2 3:G:1674:HOH:O 1.74 0.70
1:M:71:GLY:HA3 2:N:1624:BOG:H4 1.72 0.70
1:T:77:GLN:CA 1:V:3:LYS:HZ3 2.03 0.70
1:Q:3:LYS:HZ2 1:Q:3:LYS:HA 1.56 0.70
1:6:49:LEU:HD12 3:6:1728:HOH:O 1.91 0.70
1:8:34:LEU:HB2 3:8:1790:HOH:O 1.92 0.70
2:K:1616:BOG:C5’ 2:K:1616:BOG:C4’ 2.68 0.70
1:M:57:GLY:HA3 2:M:1621:BOG:H62 1.71 0.70
1:8:32:PRO:HB3 3:8:1733:HOH:O 1.92 0.70
1:K:66: TYR:CZ 2:K:1616:BOG:H6’1 2.26 0.70
1:A:18:VAL:HG13 3:A:1626:HOH:O 1.90 0.70
1:K:66:TYR:CE2 2:K:1616:BOG:H6’2 2.27 0.70
3:D:1617:HOH:O 1:M:7:VAL:HG13 1.92 0.70
2:1:1601:BOG:C1’ 3:1:1624:HOH:O 2.39 0.70
1:A:77:GLN:HE22 1:C:3:LYS:HZ3 1.40 0.70
1:A:77:GLN:HE22 1:C:3:LYS:NZ 1.90 0.70
1:A:46:LYS:CD 3:A:1620:HOH:O 2.35 0.69
2:G:1634:BOG:C6 3:G:1698:HOH:O 2.40 0.69
1:F:50: THR:HB 1:F:51:PRO:HD3 1.74 0.69
1:B:51:PRO:CG 3:B:1632:HOH:O 2.20 0.69
1:L:3:LYS:CG 3:L:1617:HOH:O 2.38 0.69
1:X:35:GLN:HB3 3:X:1738:HOH:O 1.90 0.69
1:K:66:TYR:CZ 2:K:1616:BOG:H3’1 2.26 0.69
1:3:30:LYS:HE2 3:3:1723:HOH:O 1.91 0.69
1:8:36:ALA:C 3:8:1764:HOH:O 2.30 0.69
1:M:73:GLN:HB2 1:M:74:PRO:HD3 1.74 0.69
1:B:47:GLU:HA 3:B:1632:HOH:O 1.92 0.69
1:5:24:ASP:N 3:5:827:HOH:O 2.25 0.69
1:1:45:SER:HB3 3:1:1640:HOH:O 1.93 0.69
1:N:67:PHE:CD1 2:N:1624:BOG:C4’ 2.75 0.69
1:C:3:LYS:CD 1:J:75:ALA:CA 2.70 0.69
1:G:13:GLN:HB3 3:G:1658:HOH:O 1.93 0.69
1:N:69:GLU:CG 3:N:1639:HOH:O 2.42 0.69
1:C:44:LYS:NZ 3:C:1620:HOH:O 2.25 0.69
1:K:66:TYR:CE2 2:K:1616:BOG:H3’2 2.27 0.68
1:C:3:LYS:HZ3 1:J:74:PRO:HB2 1.57 0.68
1:B:49:LEU:CD1 3:1:1629:HOH:O 2.41 0.68
1:3:25:LEU:CD1 3:3:1744:HOH:O 2.41 0.68
1:M:3:LYS:HE3 1:M:3:LYS:N 2.08 0.68
1:7:64:LEU:HD12 3:7:1754:HOH:O 1.93 0.68
1:4:23:LYS:NZ 3:4:1719:HOH:O 2.26 0.68
1:X:56:ALA:HB3 3:X:1740:HOH:O 1.92 0.68
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:N:7:VAL:CG1 3:N:1652:HOH:O 2.41 0.68
1:C:75:ALA:HB3 1:E:7:VAL:HB 1.76 0.68
1:X:50: THR:HB 1:X:51:PRO:HD3 1.75 0.68

1:V:77:GLN:HE22 1:X:5:PRO:HG3 1.58 0.68
1:8:36:ALA:CA 3:8:1764:HOH:O 2.38 0.68
1:H:3:LYS:HG2 1:M:74:PRO:HB3 1.74 0.68

1:B:18:VAL:HG13 2:B:1602:BOG:H3’1 1.76 0.68
3:K:763:HOH:O 1:L:63:PHE:CZ 2.47 0.68

1:7:11:VAL:HG11 2:7:1726:BOG:H6’1 1.75 0.68

1:G:18:VAL:HG22 3:G:1674:HOH:O 1.94 0.68
1:Y:13:GLN:CG 3:Y:1743:HOH:O 2.37 0.68
1:C:3:LYS:CD 1:J:75:ALA:HA 2.23 0.68
1:T:77:GLN:C 1:V:3:LYS:CE 2.60 0.67

1:Y:13:GLN:HG2 3:Y:1740:HOH:O 1.93 0.67

1:M:2:ALA:C 1:M:3:LYS:HE3 2.14 0.67

1:2:76: THR:CG2 3:2:1710:HOH:O 2.42 0.67
3:3:1723:HOH:O 1:4:28:LYS:HD2 1.93 0.67
1:7Z:11:VAL:HA 3:7:1739:HOH:O 1.93 0.67
1:B:42:PHE:HE2 3:B:1638:HOH:O 1.76 0.67
1:U:32:PRO:CB 3:U:1731:HOH:O 2.43 0.67
1:J:50: THR:HB 1:J:51:PRO:HD3 1.76 0.67
1:B:69:GLU:CG 3:B:1630:HOH:O 2.41 0.67
1:2:50: THR:HB 1:2:51:PRO:HD3 1.77 0.67
1:3:48:GLN:CD 3:3:1735:HOH:O 2.32 0.67
1:P:27:GLU:CB 3:P:1644:HOH:O 2.41 0.67
1:X:51:PRO:HA 3:X:1735:HOH:O 1.94 0.67
1:D:61:VAL:CB 3:D:1628:HOH:O 2.41 0.67
1:2:14:TYR:CZ 3:2:1733:HOH:O 2.48 0.67
1:B:47:GLU:CA 3:B:1632:HOH:O 2.43 0.67

1:L:50: THR:HG23 3:L:1630:HOH:O 1.94 0.67
1:V:50:THR:HB 1:V:51:PRO:HD3 1.77 0.66
1:T:77:GLN:C 1:V:3:LYS:HZ3 1.83 0.66

1:N:32:PRO:HB3 3:N:1653:HOH:O 1.94 0.66
1:J:45:SER:HB2 3:J:1638:HOH:O 1.95 0.66

1:Q:18:VAL:HG12 3:Q:1640:HOH:O 1.95 0.66
1:E:50: THR:HB 1:E:51:PRO:HD3 1.77 0.66
1:M:30:LYS:HA 3:M:1636:HOH:O 1.94 0.66
1:G:44:LYS:CE 3:G:1645:HOH:O 2.42 0.66
1:D:50: THR:HB 1:D:51:PRO:HD3 1.78 0.66
1:C:5:PRO:CA 1:J:76: THR:HA 2.25 0.66
1:M:3:LYS:HE2 3:M:1640:HOH:O 1.96 0.66
1:7:5:PRO:HG2 1:7:6:CYS:H 1.61 0.66
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:B:1606:BOG:H1 1:I:41:TYR:HA 1.78 0.66
1:A:7:VAL:N 3:A:1638:HOH:O 2.29 0.66
1:H:3:LYS:N 1:H:3:LYS:CD 2.59 0.65
2:H:1631:BOG:H4’2 1:P:52:LEU:HD22 1.77 0.65
1:3:66: TYR:CE2 2:3:1716:BOG:H3’2 2.29 0.65
2:K:1610:BOG:C6’ 3:K:1336:HOH:O 2.29 0.65
1:X:56:ALA:CB 3:X:1740:HOH:O 2.43 0.65
1:3:66: TYR:CZ 2:3:1716:BOG:H3’1 2.31 0.65
1:W:59:GLU:HB2 3:W:641:HOH:O 1.97 0.65
1:G:28:LYS:CD 3:G:1673:HOH:O 2.33 0.65
1:8:4:GLU:H 1:8:5:PRO:HD2 1.61 0.65
1:A:31:SER:OG 1:A:32:PRO:HD3 1.97 0.65
1:E:75:ALA:HB1 1:M:77:GLN:HB2 1.78 0.65
1:4:42:PHE:HB2 3:4:1742:HOH:O 1.97 0.65
1:U:35:GLN:CG 3:U:1740:HOH:O 2.39 0.65
1:B:46:LYS:HA 3:B:1633:HOH:O 1.97 0.65
1:Q:46:LYS:HE3 3:Q:1653:HOH:O 1.95 0.65
1:B:50: THR:HB 1:B:51:PRO:HD3 1.79 0.65
1:Y:37:GLU:CA 3:Y:1768:HOH:O 2.25 0.65
1:W:50: THR:HB 1:W:51:PRO:HD3 1.79 0.65
1:T:77:GLN:N 1:V:2:ALA:N 2.45 0.65
1:F:18:VAL:CG1 3:F:678:HOH:O 2.35 0.65
1:G:66: TYR:HD1 2:G:1634:BOG:H3’2 1.61 0.65
1:8:17:THR:HA 3:8:1788:HOH:O 1.97 0.65
1:N:8:GLU:HB3 3:N:1642:HOH:O 1.96 0.64
1:A:14:TYR:CG 3:A:1618:HOH:O 2.50 0.64
1:N:50: THR:HB 1:N:51:PRO:HD3 1.79 0.64
1:U:77:GLN:HB3 3:U:1718:HOH:O 1.97 0.64
1:2:31:SER:H 1:2:32:PRO:HD2 1.60 0.64
1:8:38:ALA:HB2 3:8:1776:HOH:O 1.95 0.64
1:P:27:GLU:CA 3:P:1644:HOH:O 2.44 0.64
1:E:58: THR:HG22 3:E:1624:HOH:O 1.97 0.64
1:N:14:TYR:HB2 2:N:1618:BOG:H7’2 1.80 0.64
1:Y:64:LEU:HA 1:Y:67:PHE:HD1 1.63 0.64
1:B:76: THR:0G1 1:.I:77:GLN:HG2 1.97 0.64
1:T:50: THR:HB 1:T:51:PRO:HD3 1.80 0.64
1:U:3:LYS:H 1:U:3:LYS:HD3 1.63 0.64
1:3:21:TYR:CZ 3:3:1744:HOH:O 2.49 0.64
1:3:8:GLU:HA 1:3:11:VAL:HG22 1.77 0.64
1:N:67:PHE:CD1 2:N:1624:BOG:H4’2 2.33 0.63
1:U:77:GLN:CB 3:U:1718:HOH:O 2.45 0.63
1:C:3:LYS:HD3 1:J:74:PRO:C 2.18 0.63
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:E:58: THR:CB 3:E:1624:HOH:O 2.38 0.63
1:1:68:VAL:HB 3:1:1622:HOH:O 1.97 0.63

1:S:35:GLN:HG3 3:S5:1713:HOH:O 1.98 0.63
1:B:5:PRO:HD2 3:B:1621:HOH:O 1.98 0.63
1:3:35:GLN:HB3 3:3:1738:HOH:O 1.90 0.63
1:G:69:GLU:HB3 3:G:1698:HOH:O 1.99 0.63
1:P:67:PHE:HA 3:P:1633:HOH:O 1.97 0.63
1:C:8:GLU:HA 1:C:11:VAL:HG22 1.80 0.63
2:7:1732:BOG:C2’ 3:7:1754:HOH:O 2.46 0.63
1:8:46:LYS:NZ 3:8:1779:HOH:O 2.31 0.63
1:A:62:ASN:HB2 3:A:1617:HOH:O 1.98 0.63
1:P:62:ASN:HB3 3:P:1666:HOH:O 1.99 0.63
1:L:39:LYS:CA 3:L:1632:HOH:O 2.25 0.63
2:6:1717:BOG:H4 3:6:1727:HOH:O 1.98 0.63
1:W:19:THR:HG21 3:W:321:HOH:O 1.94 0.63
1:T:68:VAL:CG1 3:T:1305:HOH:O 2.46 0.63
1:X:2:ALA:HB3 1:X:5:PRO:HB3 1.81 0.62
1:G:58: THR:CB 3:G:1686:HOH:O 2.38 0.62
1:A:7:VAL:CA 3:A:1638:HOH:O 2.46 0.62
3:B:1615:HOH:O 1:D:2:ALA:CB 2.46 0.62
1:T:76:THR:O 1:T:77:GLN:O 2.17 0.62
1:U:42:PHE:HD1 3:U:1716:HOH:O 1.81 0.62
3:7:1741:HOH:O 1:8:70:LEU:CD1 2.39 0.62
1:N:21:TYR:HD1 3:N:1647:HOH:O 1.82 0.62
1:X:19:THR:HG21 3:X:1739:HOH:O 1.98 0.62
1:V:52:LEU:HD23 3:V:826:HOH:O 2.00 0.62
1:H:2:ALA:HA 1:H:3:LYS:HZ3 0.64 0.62
1:M:67:PHE:HA 2:N:1624:BOG:H3 1.81 0.62
1:B:77:GLN:H 1:I:75:ALA:HB1 1.64 0.62
1:E:15:PHE:HZ 2:N:1618:BOG:H6’1 1.65 0.62
1:M:7:VAL:HG23 1:M:10:LEU:HD12 1.82 0.62
3:E:1662:HOH:O 2:F:1619:BOG:H5’1 2.00 0.62
2:F:1619:BOG:H61 3:F:678:HOH:O 1.96 0.62
1:N:11:VAL:HB 2:N:1617:BOG:H5 1.81 0.62
1:N:3:LYS:HZ3 1:N:3:LYS:HB2 1.63 0.62
2:D:1612:BOG:H1’1 1:K:29:VAL:HG21 1.81 0.62
1:D:61:VAL:CG1 3:D:1628:HOH:O 2.42 0.62
2:A:1604:BOG:H5’2 3:A:1634:HOH:O 2.00 0.62
1:5:56:ALA:HB3 2:5:1721:BOG:H4’2 1.82 0.62
1:I:50: THR:HB 1:I:51:PRO:HD3 1.80 0.62
1:T:77:GLN:O 1:V:3:LYS:HB2 2.00 0.62
1:G:47:GLU:HB3 3:G:1667:-HOH:O 2.00 0.62
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:14:TYR:HB2 3:A:1640:HOH:O 1.96 0.62
1:N:44:LYS:C 3:N:1660:HOH:O 2.38 0.62
1:A:36:ALA:HA 1:A:40:SER:HA 1.81 0.62
1:Q:54:LYS:HE3 3:Q:1636:HOH:O 1.99 0.61
1:A:73:GLN:HB3 1:A:74:PRO:HD3 1.81 0.61
3:W:762:HOH:O 2:6:1717:BOG:C8’ 2.45 0.61
2:1:1605:BOG:H2’1 3:1:1620:HOH:O 2.00 0.61
1:4:75:ALA:HB1 1:4:77:GLN:HE22 1.64 0.61
1:J:31:SER:H 1:J:32:PRO:HD2 1.64 0.61
1:3:77:GLN:HA 1:5:3:LYS:HZ2 1.63 0.61
1:8:32:PRO:CD 3:8:1737:HOH:O 2.39 0.61
1:8:56:ALA:CA 3:8:1770:HOH:O 2.48 0.61
1:N:7:VAL:HG12 3:N:1652:HOH:O 1.99 0.61
1:Q:57:GLY:O 1:Q:61:VAL:HG12 2.00 0.61
1:1:50: THR:HB 1:1:51:PRO:HD3 1.80 0.61
1:T:17:THR:CG2 3:T:1111:HOH:O 2.43 0.61
1:S:34:LEU:HB2 3:S5:1713:HOH:O 2.00 0.61
1:J:57:GLY:HA2 3:J:1619:HOH:O 1.98 0.60
1:S:31:SER:OG 1:S:32:PRO:HD3 2.01 0.60
1:K:34:LEU:H 1:K:34:LEU:HD23 1.66 0.60
1:1:62:ASN:HB3 2:1:1709:BOG:H1 1.84 0.60
1:E:69:GLU:CD 3:E:1639:HOH:O 2.38 0.60
1:E:76: THR:N 1:M:77:GLN:HB3 2.16 0.60
1:E:26:MET:CA 3:E:1661:HOH:O 2.43 0.60
1:6:50: THR:HB 1:6:51:PRO:HD3 1.82 0.60
1:K:54:LYS:CE 3:K:89:HOH:O 2.48 0.60
1:T:77:GLN:CD 1:V:3:LYS:HZ2 2.04 0.60
1:E:44:LYS:HE3 3:E:1654:HOH:O 2.01 0.60
1:K:54:LYS:NZ 3:K:89:HOH:O 2.28 0.60
1:G:66:TYR:CD1 2:G:1634:BOG:H3’2 2.37 0.60
2:N:1622:BOG:H1’1 3:N:1626:HOH:O 1.99 0.60
1:3:48:GLN:NE2 3:3:1735:HOH:O 2.34 0.60
1:G:2:ALA:C 1:G:3:LYS:HD3 2.21 0.60
1:3:25:LEU:CD2 3:3:1744:HOH:O 2.49 0.60
1:B:28:LYS:HE3 3:B:1620:HOH:O 2.01 0.60
1:W:59:GLU:N 3:W:641:HOH:O 2.35 0.60
1:7:14:TYR:CD2 3:7:1738:HOH:O 2.52 0.60
1:1:64:LEU:CB 3:1:1714:HOH:O 2.40 0.60
1:C:5:PRO:HG3 1:J:77:GLN:H 1.66 0.60
3:5:1055:HOH:O 1:6:44:LYS:CD 2.46 0.60
1:7:42:PHE:CD1 3:7:1756:HOH:O 2.28 0.59
1:7:34:LEU:CD2 3:7:1751:HOH:O 2.31 0.59
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:7:49:LEU:HD12 1:7:52:LEU:HD12 1.84 0.59
2:G:1634:BOG:C6 3:G:1700:HOH:O 2.49 0.59

1:G:3:LYS:HG3 1:N:72:THR:HG23 1.84 0.59
1:4:42:PHE:CB 3:4:1742:HOH:O 2.48 0.59
1:U:4:GLU:N 1:U:5:PRO:HD3 2.15 0.59
1:7:60:LEU:CA 3:7:1757:HOH:O 2.49 0.59
1:A:77:GLN:HE22 1:J:74:PRO:HB2 1.66 0.59
2:T:1706:BOG:H1 1:1:41:TYR:HA 1.83 0.59
1:V:77.GLN:OXT 1:X:3:LYS:NZ 2.35 0.59
2:7:1731:BOG:H62 1:7:48:GLN:HG3 1.84 0.59
1:1:20:ASP:HA 3:1:1632:HOH:O 2.01 0.59
1:T:73:GLN:N 1:T:74:PRO:HD2 2.16 0.59
1:D:4:GLU:N 1:D:5:PRO:HD2 2.17 0.59
1:3:25:LEU:HD13 3:3:1744:HOH:O 2.03 0.59
1:H:35:GLN:HG2 1:H:36:ALA:H 1.68 0.59
1:3:26:MET:SD 2:3:1712:BOG:H1’2 2.42 0.59
2:W:1723:BOG:H8’3 1:6:63:PHE:HB3 1.84 0.59
1:8:28:LYS:CE 3:8:1784:HOH:O 2.27 0.59
1:Y:8:GLU:CG 3:Y:1755:HOH:O 2.28 0.59
1:P:27:GLU:HG2 3:P:1644:HOH:O 2.03 0.59
1:7:67:PHE:CE1 3:7:1754:HOH:O 2.33 0.59
1:T:42:PHE:HB3 2:T:1706:BOG:H4 1.84 0.59
1:V:70:LEU:HD23 3:X:1729:HOH:O 2.02 0.59
1:8:58: THR:HA 3:8:1748:HOH:O 2.03 0.59
1:3:17:THR:HB 3:3:1729:HOH:O 2.02 0.59
1:B:76: THR:HA 1:1.:76:THR:H 1.68 0.59
1:G:59:GLU:HG3 1:G:60:LEU:H 1.68 0.59
1:M:46:LYS:CD 3:M:1649:HOH:O 2.29 0.58
1:G:58: THR:N 3:G:1686:HOH:O 2.35 0.58
1:P:67:PHE:CD1 3:P:1633:HOH:O 2.51 0.58
1:1:60:LEU:HD21 1:2:59:GLU:HG2 1.84 0.58
1:F:74:PRO:HA 1:H:4:GLU:HB2 1.84 0.58
1:B:16:GLN:HB2 3:B:1627:HOH:O 2.03 0.58
1:1:22:GLY:N 3:1:1620:HOH:O 2.36 0.58
1:J:57:GLY:HA3 3:J:1619:HOH:O 1.99 0.58
1:1:20:ASP:CA 3:1:1632:HOH:O 2.47 0.58
1:U:3:LYS:HZ1 1:U:5:PRO:CG 2.16 0.58
1:V:31:SER:N 1:V:32:PRO:HD2 2.17 0.58
1:N:67:PHE:CD2 1:N:67:PHE:CB 2.78 0.58
1:U:39:LYS:CG 3:U:1716:HOH:O 2.28 0.58
1:U:39:LYS:HE2 3:U:1719:HOH:O 2.04 0.58
1:8:46:LYS:CE 3:8:1779:HOH:O 2.51 0.58
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:5:31:SER:HB3 1:5:32:PRO:HD3 1.85 0.58
1:H:2:ALA:C 1:H:3:LYS:CD 2.71 0.58
1:H:2:ALA:C 1:H:3:LYS:NZ 2.13 0.58
1:3:77:GLN:HA 1:5:3:LYS:NZ 2.18 0.58
1:E:61:VAL:CG1 3:E:1643:HOH:O 2.47 0.58
1:3:4:GLU:H 1:3:5:PRO:CD 2.17 0.58
1:7:15:PHE:HB3 3:7:1727:HOH:O 2.04 0.58
1:3:30:LYS:CA 3:3:1737:HOH:O 2.45 0.58
2:U:1710:BOG:H1’1 1:4:10:LEU:HB3 1.85 0.58
3:B:1615:HOH:O 1:D:2:ALA:HB2 2.02 0.58
1:7:35:GLN:HG2 1:7:36:ALA:H 1.69 0.58
1:K:26:MET:HA 3:K:602:HOH:O 2.02 0.58
1:U:77:GLN:CA 3:U:1718:HOH:O 2.45 0.58
3:K:763:HOH:O 1:L:63:PHE:CE2 2.56 0.58
1:5:24:ASP:HA 2:5:1720:BOG:H3’1 1.86 0.58
1:6:21:TYR:HB2 3:6:1744:HOH:O 2.02 0.58
1:E:75:ALA:HB3 1:G:4:GLU:CB 2.34 0.58
1:T:74:PRO:HG2 3:T:1047:HOH:O 2.03 0.58
2:K:1610:BOG:H1’1 1:L:10:LEU:HB3 1.86 0.58
1:7:34:LEU:CB 3:72:1751:HOH:O 2.41 0.58
1:X:3:LYS:HE2 1:X:3:LYS:H 1.67 0.58
1:3:34:LEU:CD1 3:3:1733:HOH:O 2.52 0.57
1:E:16:GLN:HA 3:E:1625:HOH:O 2.04 0.57
1:7:6:CYS:SG 1:7:6:CYS:0O 2.62 0.57
1:E:70:LEU:HD21 1:N:70:LEU:HD12 1.86 0.57
1:B:69:GLU:HA 1:B:73:GLN:HE21 1.69 0.57
1:8:34:LEU:CB 3:8:1790:HOH:O 2.51 0.57
1:1:45:SER:CB 3:1:1640:HOH:O 2.50 0.57
1:7:54:LYS:HG3 3:7:1734:HOH:O 2.04 0.57
1:K:26:MET:CB 3:K:602:HOH:O 2.48 0.57
1:3:4:GLU:H 1:3:5:PRO:HD2 1.67 0.57
1:L:5:PRO:HG2 1:L:6:CYS:H 1.68 0.57
1:J:13:GLN:CG 3:M:1645:HOH:O 2.46 0.57
1:B:66:TYR:CE1 1:B:70:LEU:HD11 2.39 0.57
2:7:1732:BOG:H22 3:7:1754:HOH:O 2.04 0.57
1:Y:2:ALA:HB2 1:6:73:GLN:NE2 2.18 0.57
1:K:63:PHE:CB 3:K:763:HOH:O 2.46 0.57
2:1:1605:BOG:H82 3:1:1633:HOH:O 2.03 0.57
1:F:73:GLN:HB2 1:F:74:PRO:HD3 1.86 0.57
2:Q:1628:BOG:C2 3:Q:1654:HOH:O 2.40 0.57
2:G:1633:BOG:H4'1 1:Q:64:LEU:HA 1.86 0.57
1:U:51:PRO:HA 1:U:54:LYS:HB2 1.87 0.57
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:C:54:LYS:NZ 3:C:1625:HOH:O 2.37 0.57
1:E:75:ALA:HB2 1:M:76: THR:CB 2.30 0.57
1:U:16:GLN:CD 3:U:1738:HOH:O 2.42 0.57
1:K:63:PHE:CE1 2:1:1615:BOG:H7’1 2.40 0.57
1:Q:33:GLU:HB2 1:Q:35:GLN:HE22 1.70 0.57
1:L:3:LYS:CD 3:L:1617:HOH:O 2.36 0.57
1:Q:17:THR:HA 3:Q:1639:HOH:O 2.04 0.57
1:F:53:ILE:HG22 3:F:88:HOH:O 2.04 0.57
1:B:42:PHE:HB3 2:B:1606:BOG:H4 1.87 0.56
1:T:40:SER:CB 3:T:1214:HOH:O 2.46 0.56
1:Z:3:LYS:N 1:7:3:LYS:HD?2 2.19 0.56
1:H:68:VAL:CG2 3:H:1636:HOH:O 2.53 0.56
1:S:36:ALA:HA 1:S:40:SER:HA 1.87 0.56
1:1:31:SER:HB2 3:1:1613:HOH:O 2.04 0.56
1:Y:14:TYR:CD1 3:Y:1745:HOH:O 2.58 0.56
1:G:35:GLN:HG3 3:G:1696:HOH:O 2.05 0.56
1:M:13:GLN:HG2 3:M:1655:HOH:O 2.05 0.56
1:W:64:LEU:HA 1:W:67:PHE:HB2 1.86 0.56
1:P:31:SER:H 1:P:32:PRO:HD2 1.69 0.56
1:T:77:GLN:CG 1:V:3:LYS:NZ 2.68 0.56
1:8:45:SER:CB 3:8:1762:HOH:O 2.34 0.56
2:N:1622:BOG:H61 3:N:1656:HOH:O 1.97 0.56
1:J:33:GLU:CA 3:J:1622:HOH:O 2.50 0.56
2:E:1623:BOG:H6’1 | 2:N:1624:BOG:C8’ 2.35 0.56
1:V:77:GLN:CD 1:V:77:GLN:O 2.44 0.56
1:E:63:PHE:HD2 2:N:1624:BOG:H7’2 1.70 0.56
1:C:3:LYS:HB2 1:J:75:ALA:HA 1.87 0.56
1:G:35:GLN:HG2 3:G:1655:HOH:O 2.06 0.56
1:3:66: TYR:CD1 2:3:1716:BOG:H4’1 2.36 0.56
1:4:22:GLY:HA2 3:4:1725:HOH:O 2.05 0.56
1:N:31:SER:N 1:N:32:PRO:HD2 2.21 0.56
1:P:33:GLU:H 1:P:35:GLN:HE22 1.53 0.56
1:8:73:GLN:N 1:8:74:PRO:HD2 2.20 0.56
1:8:40:SER:CB 3:8:1746:HOH:O 2.53 0.56
1:T:63:PHE:HB3 2:1:1709:BOG:H4’2 1.88 0.55
1:7:31:SER:N 1:7:32:PRO:HD2 2.21 0.55
1:S:37:GLU:HG3 2:S5:1704:BOG:H1’1 1.86 0.55
1:W:32:PRO:HA 1:W:35:GLN:HB3 1.88 0.55
1:I.60:LEU:HD21 1:J:59:GLU:HG2 1.88 0.55
1:F:75:ALA:HB2 3:F:142:HOH:O 2.02 0.55
1:J:9:SER:CB 3:J:1633:HOH:O 2.50 0.55
1:F:13:GLN:NE2 3:F:1494:HOH:O 2.39 0.55
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:G:70:LEU:HD12 1:G:74:PRO:HG2 1.87 0.55
1:N:31:SER:HB2 3:N:1671:HOH:O 2.05 0.55
1:C:73:GLN:HB3 1:C:74:PRO:HD3 1.87 0.55
1:5:45:SER:HB2 3:5:1055:HOH:O 2.05 0.55

1:U:24:ASP:CG 3:U:1735:HOH:O 2.45 0.55
1:M:59:GLU:HG3 3:M:1633:HOH:O 2.07 0.55
1:3:30:LYS:CE 3:3:1723:HOH:O 2.52 0.55
1:N:3:LYS:NZ 1:N:3:LYS:HB2 2.22 0.55
2:F:1619:BOG:H6’1 1:N:21:TYR:HD2 1.72 0.55
1:D:77:GLN:HE21 1:F:2:ALA:N 2.04 0.55
1:C:77:GLN:O 1:E:3:LYS:HG3 2.06 0.55
1:M:18:VAL:HA 1:M:21:TYR:CE2 2.40 0.55
1:E:76:THR:O 1:P:3:LYS:HA 2.07 0.55
1:E:18:VAL:HG12 2:F:1619:BOG:H8’1 1.89 0.55
1:K:8:GLU:HB2 1:L:6:CYS:SG 2.46 0.55
1:S:42:PHE:HZ 1:T:37:GLU:HA 1.72 0.55
1:W:30:LYS:HG2 1:X:28:LYS:HD2 1.87 0.55
1:1:4:GLU:N 1:1:5:PRO:HD2 2.22 0.55
1:8:28:LYS:NZ 3:8:1787:HOH:O 2.40 0.54
1:N:9:SER:HB2 3:N:1646:HOH:O 2.02 0.54
1:W:77:GLN:O 1:Y:2:ALA:C 2.46 0.54
1:A:30:LYS:NZ 3:A:1627:HOH:O 2.41 0.54
1:E:34:LEU:HD13 3:F:601:HOH:O 2.06 0.54
1:7:50: THR:OG1 1:7:51:PRO:HD3 2.08 0.54
1:E:46:LYS:CB 3:E:1656:HOH:O 2.49 0.54
1:X:74:PRO:HA 1:7:3:LYS:O 2.07 0.54
1:Y:66: TYR:HD2 2:Y:1734:BOG:H3’2 1.72 0.54
1:A:75:ALA:O 1:A:76:THR:HG22 2.07 0.54
1:H:2:ALA:HB3 1:M:77:GLN:N 2.22 0.54
1:N:73:GLN:HG2 1:N:74:PRO:HD2 1.88 0.54
1:V:77:GLN:HE22 1:X:5:PRO:CG 2.20 0.54
1:X:22:GLY:HA2 3:X:1737:HOH:O 2.03 0.54
1:A:42:PHE:HZ 1:B:37:GLU:HA 1.73 0.54
1:V:7:VAL:O 1:V:11:VAL:HG13 2.08 0.54
1:E:28:LYS:HB2 1:N:29:VAL:HG23 1.89 0.54
1:8:38:ALA:CB 3:8:1778:HOH:O 2.49 0.54
2:G:1634:BOG:H7’1 1:H:70:LEU:HD22 1.89 0.54
1:4:71:GLY:N 3:4:1728:HOH:O 2.41 0.54
1:U:62:ASN:CB 2:U:1715:BOG:H1 2.37 0.54
1:V:53:ILE:CD1 3:V:1332:HOH:O 2.24 0.54
1:H:50: THR:CB 3:H:1648:HOH:O 2.29 0.54
1:H:50: THR:CG2 3:H:1648:HOH:O 2.54 0.54
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:F:30:LYS:HE3 3:F:548:HOH:O 2.07 0.54
1:U:11:VAL:HA 1:U:14:TYR:CE1 2.43 0.54

1:3:31:SER:H 1:3:32:PRO:HD2 1.72 0.54
1:J:71:GLY:N 3:J:1612:HOH:O 2.41 0.54
1:A:14:TYR:CB 3:A:1618:HOH:O 2.34 0.53
1:F:77:GLN:C 1:H:3:LYS:HZ1 2.12 0.53
1:N:73:GLN:CB 3:N:1625:HOH:O 2.30 0.53
1:V:34:LEU:CD2 3:V:1034:HOH:O 2.23 0.53
1:N:29:VAL:HG13 1:N:30:LYS:HG3 1.91 0.53
1:S:28:LYS:HA 3:S5:1706:HOH:O 2.07 0.53
1:F:76: THR:HG22 1:F:77:GLN:H 1.73 0.53
1:E:26:MET:HE3 3:E:1662:HOH:O 2.09 0.53
1:N:69:GLU:CD 3:N:1639:HOH:O 2.46 0.53
1:D:4:GLU:O 1:D:7:VAL:HG12 2.07 0.53
1:A:14:TYR:HA 3:A:1640:HOH:O 2.07 0.53
1:L:76:THR:N 3:L:1629:HOH:O 2.41 0.53
1:T:21:TYR:HB3 2:T:1702:BOG:H3’2 1.91 0.53
2:X:1725:BOG:H6’2 2:5:1724:BOG:02 2.07 0.53
1:1L:59:GLU:HA 1:L:63:PHE:HD1 1.73 0.53
1:B:49:LEU:HB2 3:B:1633:HOH:O 2.09 0.53
1:X:22:GLY:N 3:X:1737:HOH:O 2.41 0.53
1:C:51:PRO:HA 1:C:54:LYS:HB2 1.90 0.53
1:K:55:LYS:NZ 1:K:55:LYS:HB3 2.23 0.53
1:N:67:PHE:CB 1:N:67:PHE:CD1 2.80 0.53
1:8:56:ALA:HA 3:8:1770:HOH:O 2.07 0.53
1:F:22:GLY:O 1:F:26:-MET:HG2 2.09 0.53
1:E:77:GLN:HG3 1:N:76: THR.:O 2.09 0.53
1:K:15:PHE:CB 3:K:1336:HOH:O 2.41 0.53
1:D:75:ALA:HB1 1:M:7:VAL:HG12 1.90 0.53
1:4:17:THR:HB 3:4:1717:HOH:O 2.09 0.53
1:S:77:GLN:HB2 1:U:5:PRO:HG2 1.88 0.53
1:N:51:PRO:HB2 3:N:1638:HOH:O 2.07 0.53
1:4:3:LYS:CB 3:4:1723:HOH:O 2.47 0.53
3:5:1731:HOH:O 1:T:70:LEU:CD1 2.32 0.53
1:W:58: THR:C 3:W:641:HOH:O 2.46 0.53
1:Q:17:"THR:HG21 | 2:Q:1628:BOG:H42 1.90 0.53
1:H:34:LEU:O 1:H:39:LYS:HE2 2.09 0.53
1:1:22:GLY:CA 3:1:1620:HOH:O 2.55 0.53
1:5:60:LEU:HD11 1:6:59:GLU:HG2 1.91 0.53
1:P:3:LYS:NZ 1:P:3:LYS:H 2.07 0.53
1:P:3:LYS:NZ 1:P:3:LYS:N 2.56 0.53
1:8:72:THR:CG2 3:8:1744:HOH:O 2.51 0.53
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:D:70:LEU:HG 1:F:3:LYS:HB3 1.91 0.53
1:D:73:GLN:NE2 1:F:7:VAL:HB 2.24 0.53
1:G:73:GLN:HB2 1:G:74:PRO:HD3 1.91 0.53
1:1:26:MET:HG2 1:1:30:LYS:HE3 1.91 0.53
1:X:5:PRO:HG2 1:X:6:CYS:H 1.73 0.52
1:A:37:GLU:HG3 2:A:1604:BOG:H1’1 1.91 0.52

1:Q:2:ALA:CA 3:Q:1637:HOH:O 2.58 0.52
1:1:46:LYS:HE2 3:1:1634:HOH:O 2.07 0.52
1:E:29:VAL:HG21 3:N:1675:HOH:O 2.09 0.52
1:E:4:GLU:H 1:E:5:PRO:HD2 1.73 0.52
1:8:58: THR:HB 3:8:1793:HOH:O 2.08 0.52
3:D:1620:HOH:O 1:K:7:-VAL:HG11 2.09 0.52
1:1.77:GLN:HA 1:K:2:ALA:N 2.24 0.52
1:E:33:GLU:HB2 3:E:1648:HOH:O 2.10 0.52
1:E:32:PRO:HA 1:E:35:GLN:HB3 1.91 0.52
1:S:60:LEU:HD11 1:T:59:GLU:HG2 1.92 0.52
1:7:3:LYS:HA 1:7:3:LYS:NZ 2.24 0.52
1:G:51:PRO:CD 3:G:1640:HOH:O 2.25 0.52
1:L:3:LYS:HG2 3:L:1617:HOH:O 2.09 0.52
1:U:3:LYS:NZ 1:U:5:PRO:CG 2.72 0.52
1:J:33:GLU:CB 3:J:1622:HOH:O 2.57 0.52
1:I1:26: MET:HG2 1:1:30:LYS:HE3 1.91 0.52
1:H:50: THR:HB 1:H:51:PRO:HD3 1.91 0.52
1:T:61:VAL:HG23 3:T:1396:HOH:O 2.09 0.52
1:L:2:ALA:C 1:L:3:LYS:HE2 2.30 0.52
2:5:1724:BOG:H6’2 1:6:67:PHE:HD1 1.75 0.52
1:7:14:TYR:HD2 3:7:1738:HOH:O 1.87 0.52
1:A:11:VAL:HA 1:A:14:TYR:CE1 2.45 0.52
1:8:40:SER:O 1:8:44:LYS:HG2 2.09 0.52
1:V:64:LEU:O 1:V:68:VAL:HG23 2.10 0.52
1:3:61:VAL:HA 1:3:64:LEU:HD13 1.90 0.52
1:U:64:LEU:O 1:U:68:VAL:HG23 2.09 0.52
1:4:72: THR:O 1:4:74:PRO:HD3 2.09 0.52
1:H:13:GLN:HG2 3:H:1646:HOH:O 2.10 0.52
1:5:53:ILE:O 2:5:1721:BOG:H6’1 2.10 0.51
1:2:58: THR:HG22 3:2:1726:HOH:O 2.09 0.51
1:V:25:LEU:O 1:V:29:VAL:HG23 2.09 0.51
1:P:3:LYS:HZ2 1:P:3:LYS:H 1.58 0.51
1:S:58: THR:HG22 3:5:1722:HOH:O 2.10 0.51
2:G:1634:BOG:H5 3:G:1698:HOH:O 2.04 0.51
1:6:35:GLN:HG2 1:6:36:ALA:H 1.74 0.51
1:5:70:LEU:HB2 2:5:1724:BOG:H4 1.92 0.51
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:W:32:PRO:HA 1:W:35:GLN:CB 2.40 0.51
1:Y:50: THR:HB 1:Y:51:PRO:HD3 1.90 0.51

1:V:19:THR:HG22 1:V:23:LYS:HE3 1.92 0.51
1:U:59:GLU:HA 2:U:1715:BOG:H1’2 1.93 0.51
1:L:53:ILE:HG13 1:L:54:LYS:HD2 1.92 0.51

1:H:45:SER:O 1:H:49:LEU:HG 2.10 0.51
1:7Z:19:THR:O 1:7:23:LYS:HG3 2.11 0.51

1:N:53:ILE:HG12 2:N:1622:BOG:H5 1.93 0.51

2:Y:1734:BOG:H7’1 1:Z:70:LEU:HD22 1.93 0.51

2:H:1626:BOG:H6’1 1:P:11:VAL:HG11 1.92 0.51

2:E:1623:BOG:H8’1 1:N:67:PHE:HB2 1.93 0.51

1:B:47:GLU:C 3:B:1632:HOH:O 2.48 0.51
1:A:77:GLN:C 1:C:3:LYS:HZ1 2.14 0.51
1:U:33:GLU:N 3:U:1734:HOH:O 2.44 0.51
1:C:45:SER:HA 2:C:1614:BOG:H7’2 1.93 0.51
1:U:14:TYR:O 1:U:18:VAL:HG23 2.11 0.51
1:H:37:GLU:HG3 2:Q:1630:BOG:H2 1.92 0.51
1:3:39:LYS:CD 3:3:1727:HOH:O 2.45 0.51
1:E:32:PRO:HA 1:E:35:GLN:CB 2.41 0.51
1:S:73:GLN:O 1:U:6:CYS:HB2 2.10 0.51
1:J:33:GLU:HB2 3:J:1622:HOH:O 2.10 0.51
1:V:45:SER:HB2 1:3:48:GLN:HE22 1.76 0.51
1:B:76: THR:HA 1:1:75:ALA:HA 1.92 0.51

2:G:1634:BOG:H2’1 1:Q:67:PHE:HB3 1.92 0.51
1:C:77:GLN:OXT 1:C:77:GLN:NE2 2.43 0.51
1:5:8:GLU:HG3 1:6:6:CYS:O 2.11 0.51

1:B:73:GLN:N 1:B:74:PRO:HD2 2.25 0.51
1:4:25:LEU:O 1:4:29:VAL:HG23 2.11 0.51
1:F:35:GLN:HB3 3:M:1635:HOH:O 2.08 0.51
1:8:44:LYS:HE3 1:8:44:LYS:HA 1.93 0.51
1:3:47:GLU:HA 3:3:1720:HOH:O 2.10 0.51
1:1:14:TYR:O 1:1:18:VAL:HG23 2.11 0.51
1:A:18:VAL:HA 1:A:21:TYR:CE1 2.46 0.50
1:X:3:LYS:CE 1:X:3:LYS:N 2.72 0.50
1:V:4:GLU:N 1:V:5:PRO:HD2 2.20 0.50
1:X:22:GLY:O 1:X:26:MET:HG2 2.11 0.50

1:C:75:ALA:HB2 1:E:5:PRO:HG2 1.93 0.50
1:U:74:PRO:HA 1:W:2:ALA:N 2.26 0.50
1:E:6:CYS:HB2 1:F:5:PRO:HB2 1.93 0.50
1:7Z:50: THR:HB 1:7:51:PRO:HD3 1.92 0.50

1:8:39:LYS:CB 3:8:1734:HOH:O 2.46 0.50
1:X:26:MET:O 1:X:30:LYS:HG3 2.12 0.50
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:L:72: THR:HG23 1:L:73:GLN:H 1.76 0.50
1:D:75:ALA:CA 3:D:1617:HOH:O 2.56 0.50
1:I:12:SER:O 1:1:15:PHE:HB3 2.10 0.50
1:4:60:LEU:O 1:4:64:LEU:HB2 2.11 0.50
1:3:30:LYS:CB 3:3:1737:HOH:O 2.54 0.50
1:3:35:GLN:NE2 3:3:1730:HOH:O 2.30 0.50
1:3:50: THR:HG22 3:3:1743:HOH:O 2.12 0.50
1:W:11:VAL:HA 1:W:14:TYR:HD1 1.74 0.50
1:M:63:PHE:CE1 3:M:1633:HOH:O 2.55 0.50
1:1:42:PHE:HB3 1:2:44:1YS:HZ2 1.76 0.50
1:1:22:GLY:HA2 3:1:1620:HOH:O 2.10 0.50
1:V:10:LEU:C 3:V:940:HOH:O 2.49 0.50
1:T:25:LEU:O 1:T:29:VAL:HG23 2.11 0.50
1:U:34:LEU:HD22 3:U:1742:HOH:O 2.10 0.50
1:2:71:GLY:HA3 3:2:1728:HOH:O 2.11 0.50
1:Y:14:TYR:CE2 3:Y:1754:HOH:O 2.60 0.50
1:W:19:THR:HG23 3:W:321:HOH:O 2.03 0.50
2:G:1634:BOG:H62 3:G:1700:HOH:O 2.07 0.50
1:8:46:LYS:HE2 3:8:1779:HOH:O 2.12 0.50
1:1:13:GLN:NE2 3:1:1642:HOH:O 2.44 0.50
1:7:64:LEU:HA 1:7:67:PHE:HD1 1.77 0.50
1:8:46:LYS:HD3 3:8:1766:HOH:O 2.06 0.50
1:G:35:GLN:CB 3:G:1646:HOH:O 2.52 0.50
1:8:34:LEU:O 3:8:1772:HOH:O 2.20 0.50
1:G:14:TYR:HE2 2:Q:1627:BOG:H5 1.76 0.50
2:B:1609:BOG:H3’2 1:1:63:PHE:CD2 2.47 0.50
2:M:1625:BOG:H2’2 | 2:M:1625:BOG:05 2.09 0.50
1:T:77:GLN:CA 1:V:3:LYS:HZ2 2.16 0.50
1:3:30:LYS:CG 3:3:1737:HOH:O 2.23 0.50
1:D:10:LEU:N 3:D:1632:HOH:O 2.45 0.50
1:E:45:SER:O 1:E:49:LEU:HD23 2.11 0.50
1:4:31:SER:OG 1:4:32:PRO:HD3 2.12 0.50
1:U:62:ASN:HB3 2:U:1715:BOG:H1 1.93 0.49
1:L:31:SER:OG 1:L:32:PRO:HD3 2.12 0.49
1:Q:2:ALA:N 3:Q:1637:HOH:O 2.44 0.49
1:E:33:GLU:HG2 3:N:1653:HOH:O 2.12 0.49
1:3:29:VAL:HG21 2:3:1712:BOG:H1’1 1.94 0.49
1:W:70:LEU:HD22 | 2:X:1725:BOG:H6’1 1.95 0.49
1:W:45:SER:O 1:W:49:LEU:HD23 2.12 0.49
1:4:55:LYS:HB3 1:4:55:LYS:NZ 2.28 0.49
1:N:73:GLN:CA 3:N:1625:HOH:O 2.59 0.49
1:G:47:GLU:CA 3:G:1640:HOH:O 2.48 0.49
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:M:30:LYS:CA 3:M:1636:HOH:O 2.57 0.49
1:8:17:THR:HG21 2:8:1728:BOG:H4’2 1.92 0.49
2:7:1729:BOG:H8’1 1:8:17:THR:HG22 1.95 0.49
1:S:11:VAL:HA 1:S:14:TYR:CE1 2.46 0.49
1:3:55:LYS:HB3 1:3:55:LYS:NZ 2.27 0.49
1:8:30:LYS:C 3:8:1767:HOH:O 2.51 0.49
1:Q:3:LYS:NZ 1:Q:3:LYS:HA 2.26 0.49
1:F:75:ALA:HB1 3:F:142:HOH:O 2.07 0.49
1:N:69:GLU:HG3 3:N:1639:HOH:O 2.09 0.49
1:P:7:VAL:O 1:P:11:VAL:HG23 2.12 0.49
1:J:52:LEU:HD23 2:J:1607:BOG:H62 1.94 0.49
1:N:63:PHE:HE2 2:N:1624:BOG:H5’1 1.77 0.49
1:6:60:LEU:HD23 1:6:60:LEU:H 1.76 0.49
1:T:64:LEU:O 1:T:68:VAL:HG23 2.12 0.49
1:L:4:GLU:N 1:L:5:PRO:HD3 2.28 0.49
1:1:39:LYS:O 1:1:43:GLU:HG3 2.12 0.49
1:Q:2:ALA:HA 3:Q:1637:HOH:O 2.12 0.49
1:4:14:TYR:HA 3:4:1717:HOH:O 2.11 0.49
3:K:763:HOH:O 1:L:63:PHE:HZ 1.90 0.49
1:X:77:GLN:C 1:7:3:LYS:HA 2.33 0.49
1:5:9:SER:O 1:5:13:GLN:HG3 2.12 0.49
1:D:3:LYS:H 1:K:3:LYS:HE3 1.78 0.49
1:A:18:VAL:HGI11 3:A:1626:HOH:O 2.02 0.49
1:L:59:GLU:HA 1:L:63:PHE:CD1 2.47 0.49
1:D:63:PHE:O 1:D:67:PHE:HB2 2.13 0.49
1:K:4:GLU:H 1:K:5:PRO:HD2 1.77 0.49
1:G:55:LYS:NZ 1:G:55:LYS:HB3 2.27 0.49
2:G:1634:BOG:H4'1 1:Q:67:PHE:CD2 2.47 0.49
1:B:37:GLU:HB2 3:B:1612:HOH:O 2.12 0.49
1:E:60:LEU:HD21 1:F:59:GLU:HG2 1.95 0.49
1:A:13:GLN:NE2 3:A:1608:HOH:O 2.23 0.49
1:E:26:MET:O 1:E:29:VAL:HG12 2.13 0.49
1:V:69:GLU:O 1:X:5:PRO:HA 2.12 0.49
1:1:31:SER:N 1:1:32:PRO:HD2 2.28 0.49
1:C:72: THR:HG23 1:E:9:SER:OG 2.13 0.49
1:M:58: THR:HG22 3:M:1656:HOH:O 2.12 0.49
1:8:35:GLN:CD 3:8:1739:HOH:O 2.50 0.49
1:Y:26:MET:HG2 1:Y:30:LYS:HE3 1.94 0.48
1:B:47:GLU:O 3:B:1632:HOH:O 2.20 0.48
1:Y:14:TYR:HE2 2:8:1727:BOG:H5 1.78 0.48
1:S:4:GLU:HA 3:5:1714:HOH:O 2.13 0.48
1:N:57:GLY:O 1:N:61:VAL:HB 2.13 0.48
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:E:76: THR:H 1:M:77:GLN:HB3 1.77 0.48
1:3:33:GLU:HB2 3:3:1733:HOH:O 2.11 0.48
2:7:1732:BOG:H2’1 3:7:1754:HOH:O 2.11 0.48
1:B:25:LEU:O 1:B:29:VAL:HG23 2.13 0.48
2:G:1633:BOG:H®&’1 | 2:P:1632:BOG:H5’1 1.95 0.48
1:I:21:TYR:C 3:1:1620:HOH:O 2.51 0.48
1:8:18:VAL:HG23 2:8:1728:BOG:H1’1 1.94 0.48
2:W:1723:BOG:H72 | 2:5:1724:BOG:H8’3 1.94 0.48
1:E:72:THR:HG22 1:G:4:GLU:HG2 1.95 0.48
1:7:27:GLU:CD 3:2:1747:-HOH:O 2.50 0.48
1:J:68:VAL:O 3:J:1612:HOH:O 2.20 0.48
1:T:36:ALA:HA 1:T:39:LYS:HB2 1.93 0.48
1:M:60:LEU:HD11 1:N:59:GLU:HG2 1.96 0.48
1:C:8:GLU:HA 3:C:1616:HOH:O 2.12 0.48
1:K:26:MET:N 3:K:602:HOH:O 2.46 0.48
1:X:30:LYS:HG2 1:2:19:THR:HG21 1.94 0.48
3:S5:1731:HOH:O 1:T:70:LEU:CD2 2.46 0.48
1:F:30:LYS:CE 3:F:548:HOH:O 2.60 0.48
1:K:8:GLU:HA 1:K:11:VAL:HG22 1.95 0.48
1:K:31:SER:H 1:K:32:PRO:HD2 1.78 0.48
1:4:4:GLU:N 1:4:5:PRO:CD 2.76 0.48
1:C:4:GLU:O 1:J:75:ALA:HB1 2.14 0.48
1:4:46:LYS:NZ 3:4:1731:HOH:O 2.45 0.48
1:2:63:PHE:CD1 2:2:1708:BOG:H2’2 2.49 0.48
1:B:77:GLN:N 1:1:75:ALA:HB1 2.29 0.48
1:B:21:TYR:HB3 2:B:1602:BOG:H3’2 1.96 0.48
1:4:53:1ILE:HG13 1:4:54:LYS:HD2 1.96 0.48
1:4:50: THR:O 1:4:54:LYS:HD3 2.14 0.48
1:1:22:GLY:HA3 2:1:1705:BOG:H6’1 1.96 0.48
1:G:47:GLU:C 3:G:1640:HOH:O 2.52 0.48
1:1:63:PHE:HA 2:1:1709:BOG:H3’2 1.96 0.48
1:T:66:TYR:CE1 1:T:70:LEU:HD21 2.49 0.48
1:E:34:LEU:N 3:E:1648:HOH:O 2.47 0.48
2:G:1634:BOG:H8’1 1:H:67:PHE:HA 1.96 0.48
1:1:31:SER:CB 3:1:1613:HOH:O 2.60 0.48
1:Q:37:GLU:HB3 3:Q:1656:HOH:O 2.13 0.48
1:1:35:GLN:NE2 3:1:1717:HOH:O 2.47 0.48
1:3:59:GLU:HA 3:3:1736:HOH:O 2.13 0.48
1:5:50: THR:HB 1:5:51:PRO:HD3 1.96 0.48
1:1:61: VAL:HG21 3:1:1626:HOH:O 2.13 0.48
1:P:6:CYS:SG 3:Q:1644:HOH:O 2.60 0.48
1:G:63:PHE:CD2 2:G:1633:BOG:H3’1 2.49 0.48
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:3:25:LEU:HD22 3:3:1744:HOH:O 2.14 0.48
2:5:1724:BOG:H5 1:6:67:PHE:CE2 2.48 0.48
1:M:74:PRO:HB2 2:M:1625:BOG:H4 1.96 0.47

1:I.77:GLN:C 1:K:2:ALA:N 2.68 0.47
1:X:2:ALA:C 1:X:3:LYS:HE2 2.34 0.47
1:7:54:LYS:HA 3:72:1734:HOH:O 2.12 0.47
1:E:30:LYS:HG2 1:F:28:LYS:HD2 1.96 0.47
1:C:43:GLU:O 1:C:47:GLU:HG3 2.14 0.47
1:E:29:VAL:HG21 1:N:28:LYS:HE2 1.94 0.47
1:G:18:VAL:O 1:G:21:TYR:HB3 2.14 0.47
1:8:70:LEU:HD23 1:8:70:LEU:H 1.78 0.47
1:1:4:GLU:N 1:I:5:PRO:CD 2.76 0.47
1:E:8:GLU:HA 1:E:11:VAL:HG12 1.96 0.47
1:1:41:TYR:CE2 3:1:1710:HOH:O 2.31 0.47
1:U:8:GLU:HA 1:U:11:VAL:HG22 1.96 0.47
1:C:5:PRO:HG3 1:J:77:GLN:N 2.29 0.47
1:Y:28:LYS:CE 3:Y:1766:HOH:O 2.62 0.47
1:N:54:LYS:HD2 2:N:1622:BOG:H3'2 1.96 0.47
1:N:54:LYS:HG3 2:N:1622:BOG:H6’1 1.97 0.47
1:E:4:GLU:N 1:E:5:PRO:HD2 2.30 0.47
1:W:70:LEU:CD2 2:X:1725:BOG:H6’1 2.44 0.47
1:1:25:LEU:O 1:1:29:VAL:HG23 2.14 0.47
1:Y:37:GLU:C 3:Y:1768:HOH:O 2.48 0.47
3:E:1661:HOH:O 1:N:25:LEU:HD13 2.13 0.47
1:5:29:VAL:O 1:5:32:PRO:HD2 2.15 0.47
1:E:75:ALA:HB3 1:G:4:GLU:HB2 1.97 0.47
1:H:2:ALA:HB3 1:M:76: THR:C 2.34 0.47
1:1:25:LEU:O 1:1:29:VAL:HG23 2.14 0.47
1:I1:12:SER:N 3:1:1624:HOH:O 2.48 0.47
1:V:63:PHE:HA 1:V:66:TYR:CE2 2.50 0.47
1:G:26:MET:HG2 1:G:30:LYS:HE3 1.95 0.47
3:3:1746:HOH:O 1:4:2:ALA:HB2 2.15 0.47
1:G:5:PRO:HB3 3:N:1677:HOH:O 2.13 0.47
1:J:36:ALA:HB1 1:J:39:LYS:HG2 1.97 0.47
1:K:66:TYR:CD1 1:K:66:TYR:CB 2.82 0.47
1:K:54:LYS:HE2 3:K:89:HOH:O 2.11 0.47
1:D:3:LYS:HE2 1:D:3:LYS:HB2 1.57 0.47
1:E:34:LEU:CB 3:E:1648:HOH:O 2.59 0.47
1:Q:73:GLN:HG3 3:Q:1632:HOH:O 2.14 0.47
1:G:9:SER:O 1:G:13:GLN:HG3 2.14 0.47
2:A:1603:BOG:H1 1:J:4:GLU:HG2 1.96 0.47
1:F:31:SER:N 1:F:32:PRO:HD2 2.30 0.47
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:E:1623:BOG:H61 3:E:1650:HOH:O 2.14 0.47
1:P:2:ALA:N 1:P:3:LYS:NZ 2.61 0.47
1:T:66: TYR:OH 2:1:1709:BOG:H8’3 2.15 0.47
2:F:1619:BOG:H6’1 1:N:21:TYR:CD2 2.49 0.47
1:1:9:SER:CB 3:1:1636:HOH:O 2.53 0.47
1:D:72:THR:HG23 1:D:76: THR:HA 1.95 0.47
1:T:77:GLN:CD 1:V:3:LYS:HZ1 2.07 0.47
1:8:55:LYS:O 1:8:59:GLU:HG2 2.15 0.47
1:L:15:PHE:CB 3:L:1618:HOH:O 2.54 0.47
1:L:67:PHE:HB2 2:1.:1615:BOG:H62 1.96 0.47
3:J:1640:HOH:O 1:M:25:LEU:CD1 2.62 0.47
1:H:19: THR:O 1:H:23:LYS:HG3 2.14 0.47
1:B:36:ALA:HA 1:B:39:LYS:HB2 1.97 0.47
1:P:12:SER:O 1:P:16:GLN:HG3 2.15 0.47
1:U:22:GLY:O 1:U:26:MET:SD 2.73 0.46
1:E:75:ALA:HB1 1:M:77:GLN:CB 2.44 0.46
2:1:1601:BOG:H5’2 1:J:10:LEU:HB3 1.98 0.46
1:C:64:LEU:O 1:C:68:VAL:HG23 2.15 0.46
1:P:50: THR:OG1 1:P:51:PRO:HD3 2.15 0.46
1:3:70:LEU:HB3 3:3:1747:HOH:O 2.14 0.46
1:M:67:PHE:CA 2:N:1624:BOG:H3 2.46 0.46
1:Y:12:SER:HB2 1:7:14:TYR:OH 2.15 0.46
1:S:18:VAL:HA 1:S:21:TYR:CE1 2.51 0.46
2:H:1626:BOG:H1’2 1:P:11:VAL:HG22 1.96 0.46
1:Y:25:LEU:O 1:Y:29:VAL:HG23 2.15 0.46
1:B:31:SER:N 1:B:32:PRO:HD2 2.30 0.46
1:W:26:MET:O 1:W:29:VAL:HG12 2.15 0.46
1:L:55:LYS:NZ 1:L:55:LYS:HB3 2.30 0.46
1:C:3:LYS:HB2 1:C:4:GLU:H 1.62 0.46
1:Y:28:LYS:CD 3:Y:1766:HOH:O 2.51 0.46
2:G:1633:BOG:H2’1 1:Q:64:LEU:CD1 2.42 0.46
1:E:25:LEU:HD22 1:N:29:VAL:HG11 1.97 0.46
1:K:4:GLU:H 1:K:5:PRO:CD 2.27 0.46
1:K:19:THR:HG22 1:K:23:LYS:HE3 1.97 0.46
1:2:36:ALA:HB1 1:2:39:LYS:HG2 1.98 0.46
1:8:28:LYS:HE3 3:8:1769:HOH:O 2.15 0.46
1:1:31:SER:N 1:1:32:PRO:HD2 2.30 0.46
1:W:6:CYS:O 1:W:6:CYS:SG 2.74 0.46
1:B:5:PRO:HD2 3:B:1636:HOH:O 2.16 0.46
1:W:35:GLN:CD 3:W:190:HOH:O 2.54 0.46
1:X:31:SER:N 1:X:32:PRO:HD2 2.30 0.46
1:E:77:GLN:O 1:G:3:LYS:HE2 2.15 0.46
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Atom-1 Atom-2 Distance(A) | Clash(A)
1.T:77:GLN:CB 1:V:3:LYS:HZ2 2.14 0.46
1:T:44:LYS:O 1:T:48:GLN:HG3 2.16 0.46
1:N:15:PHE:HA 2:N:1618:BOG:H1’1 1.98 0.46
1:7:4:GLU:N 1:7:5:PRO:HD3 2.30 0.46
1:E:31:SER:OG 1:E:32:PRO:HD3 2.15 0.46
1:Y:35:GLN:HA 1:Y:39:LYS:CD 2.46 0.46
1:D:34:LEU:HB2 1:D:39:LYS:NZ 2.31 0.46
1:N:43:GLU:HA 3:N:1657:HOH:O 2.15 0.46
1:G:14:TYR:HD1 3:G:1636:HOH:O 1.99 0.46
1:T:31:SER:N 1:T:32:PRO:HD2 2.31 0.46
1:N:35:GLN:HB3 1:N:37:GLU:OE1 2.15 0.46
1:S:70:LEU:O 1:T:70:LEU:HD22 2.15 0.46
1:L:50: THR:CG2 3:L:1630:HOH:O 2.59 0.46
1:C:25:LEU:O 1:C:29:VAL:HG23 2.16 0.46
1:3:35:GLN:HG2 3:3:1738:HOH:O 2.16 0.46
1:D:61:VAL:CG2 3:D:1628:HOH:O 2.49 0.46
1:7:15:PHE:N 3:7:1741:HOH:O 2.49 0.46
1:1:12:SER:N 3:1:1638:HOH:O 2.48 0.46
2:B:1609:BOG:H3 1:1:62:ASN:HB3 1.98 0.46
1:A:74:PRO:CB 1:J:74:PRO:HB3 2.46 0.45
1:5:45:SER:CB 3:5:1055:HOH:O 2.63 0.45
1:J:9:SER.:C 3:J:1633:HOH:O 2.54 0.45
1:C:35:GLN:HG2 1:C:39:LYS:NZ 2.31 0.45
1:E:72: THR:O 1:G:4:GLU:HB3 2.17 0.45
2:H:1629:BOG:H61 1:P:25:LEU:HB3 1.99 0.45
1:U:73:GLN:HB2 1:U:74:PRO:HD3 1.97 0.45
1:B:39:LYS:HG2 3:B:1628:HOH:O 2.15 0.45
1:A:17:THR:HB 3:A:1616:HOH:O 2.17 0.45
1:1:14:TYR:O 1:1:18:VAL:HG23 2.15 0.45
1:C:3:LYS:NZ 1:J:74:PRO:HB2 2.27 0.45
1:N:53:ILE:N 1:N:53:ILE:HD12 2.31 0.45
1:Y:6:CYS:CB 3:Y:1736:HOH:O 2.64 0.45
1:D:73:GLN:HB2 1:F:4:GLU:HG2 1.97 0.45
1:N:54:LYS:O 2:N:1622:BOG:H7’2 2.17 0.45
1:C:48:GLN:HB3 2:C:1614:BOG:H5’1 1.98 0.45
1:S:9:SER:O 1:S:13:GLN:HG3 2.17 0.45
1:P:8:GLU:HB3 1:Q:10:LEU:HD11 1.97 0.45
1:Z:73:GLN:N 1:7:74:PRO:HD2 2.31 0.45
2:K:1610:BOG:H1’1 1:L:10:LEU:HD22 1.98 0.45
1:V:70:LEU:HG 1:X:2:ALA:HB1 1.97 0.45
2:7:1729:BOG:H5 1:7:22:GLY:HA2 1.98 0.45
1:7:31:SER:O 1:7:35:GLN:HB2 2.16 0.45

Continued on next page...




Page 51

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:A:17:THR:HG21 3:A:1616:HOH:O 2.16 0.45
1:F:25:LEU:O 1:F:29:VAL:HG23 2.16 0.45
1:P:9:SER:O 1:P:13:GLN:HG3 2.17 0.45
1:C:22:GLY:O 1:C:26:MET:SD 2.74 0.45
1:G:3:LYS:HB2 1:G:3:LYS:HE2 1.83 0.45
1:Q:18:VAL:CG2 2:Q:1628:BOG:H1’1 2.46 0.45
1:Y:18:VAL:O 1:Y:21:TYR:HB3 2.17 0.45
1:M:24:ASP:O 2:M:1620:BOG:H61 2.16 0.45
1:8:60:LEU:CB 3:8:1770:HOH:O 2.47 0.45
1:Y:35:GLN:HA 1:Y:39:LYS:HD3 1.99 0.45
2:1:1707:BOG:H62 1:2:52:LEU:HD23 1.98 0.45
1:J:55:LYS:NZ 1:J:55:LYS:HB3 2.32 0.45
1:4:76: THR:C 1:6:3:LYS:HZ2 2.19 0.45
1:H:2:ALA:HA 1:H:3:LYS:CE 2.36 0.45
1:M:72: THR:H 2:M:1625:BOG:H62 1.82 0.45
1:M:32:PRO:HA 1:M:36:ALA:HB3 1.99 0.45
1:F:61:VAL:CG2 3:F:581:HOH:O 2.39 0.45
1:X:4:GLU:N 1:X:5:PRO:CD 2.80 0.45
1:U:3:LYS:H 1:U:3:LYS:CD 2.29 0.45
1:1:73: GLN:HA 1:1:74:PRO:HD3 1.72 0.45
1:B:44:LYS:O 1:B:48:GLN:HG3 2.16 0.45
1:K:15:PHE:HE1 2:K:1610:BOG:HO2 1.64 0.45
1:3:50: THR:CG2 3:3:1743:HOH:O 2.64 0.45
1:H:73:GLN:HB2 1:H:74:PRO:HD3 1.99 0.45
1:C:11:VAL:HA 1:C:14:TYR:CE1 2.53 0.44
1:7:64:LEU:.CD1 3:7:1754:HOH:O 2.60 0.44
1:6:53:ILE:HD12 1:6:53:ILE:N 2.32 0.44
1:D:3:LYS:N 1:D:3:LYS:HE2 2.32 0.44
1:X:35:GLN:O 3:X:1738:HOH:O 2.21 0.44
1:1:32:PRO:HA 1:1:35:GLN:O 2.17 0.44
1:T:74:PRO:HA 1:V:2:ALA:HB2 2.00 0.44
1:J:73:GLN:HA 1:J:74:PRO:HD3 1.83 0.44
1:A:10:LEU:HD23 3:A:1608:HOH:O 2.17 0.44
1:A:17:THR:CB 3:A:1616:HOH:O 2.65 0.44
1:D:56:ALA:HA 1:D:59:GLU:HB2 1.99 0.44
1:J:77:GLN:O 1:J:77:GLN:HG3 2.18 0.44
1:1:22:GLY:HA3 2:1:1605:BOG:H6’1 1.99 0.44
1:Y:67:PHE:HD2 2:Y:1734:BOG:H5'2 1.82 0.44
1:C:73:GLN:CB 1:C:74:PRO:HD3 2.46 0.44
1:B:40:SER:O 1:B:44:LYS:HG3 2.18 0.44
1:S:22:GLY:O 1:S:26:MET:SD 2.75 0.44
1:1:12:SER:O 1:1:15:PHE:HB3 2.18 0.44
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:8:3:LYS:HB2 1:8:3:LYS:HZ2 1.83 0.44
1:V:3:LYS:HE3 1:3:3:LYS:O 2.17 0.44
1:4:77:GLN:N 1:6:3:LYS:HZ2 2.16 0.44

1:C:41:TYR:HB3 1:1:42:PHE:HD?2 1.83 0.44
1:J:75:ALA:O 1:J:76: THR:HB 2.18 0.44
3:5:1731:HOH:O 1:T:70:LEU:.CG 2.59 0.44
1:1:42:PHE:HB3 1:J:44:LYS:HZ2 1.83 0.44
1:F:26:MET:O 1:F:30:LYS:HG3 2.17 0.44
1:A:75:ALA:HB2 1:C:6:CYS:O 2.17 0.44
1:7:3:LYS:HZ1 1:7:3:LYS:HA 1.83 0.44
1:1:25:LEU:HB2 2:1:1705:BOG:H1’1 1.99 0.44
1:U:26:-MET:O 1:U:30:LYS:HG3 2.17 0.44
1:D:3:LYS:O 1:D:4:GLU:HB2 2.18 0.44
1:D:57:GLY:O 1:D:61:VAL:HB 2.18 0.44
1:L:76:. THR:CB 3:L:1629:HOH:O 2.56 0.44
1:5:23:LYS:HB3 1:5:23:LYS:NZ 2.32 0.44
1:L:37:GLU:HA 1:L:40:SER:OG 2.18 0.44
1:3:66:TYR:CD2 1:3:66:TYR:CB 2.84 0.44
1:C:8:GLU:HG2 2:K:1610:BOG:H4 2.00 0.44
1:Q:18:VAL:HG23 | 2:Q:1628:BOG:H1’1 2.00 0.44
1:A:19:THR:O 1:A:23:LYS:HG3 2.17 0.44
2:X:1725:BOG:H61 1:5:73:GLN:NE2 2.33 0.44
2:H:1626:BOG:H3 3:H:1643:HOH:O 2.17 0.44
1:D:19:THR:HG22 1:D:23:LYS:HE3 2.00 0.44
1:D:4:GLU:HA 3:D:1620:HOH:O 2.17 0.44
1:6:32:PRO:HA 1:6:35:GLN:HE21 1.83 0.44
1:3:25:LEU:O 1:3:29:VAL:HG23 2.18 0.44
1:W:66:TYR:O 2:5:1724:BOG:H5’2 2.18 0.44
1:7:73:GLN:HB2 1:7:74:PRO:HD3 1.99 0.44
1:G:50: THR:N 1:G:51:PRO:HD2 2.33 0.44
1:T:40:SER:O 1:T:44:LYS:HG3 2.17 0.44
1:Y:9:SER:O 1:Y:13:GLN:HG3 2.18 0.44
1:U:3:LYS:HB2 1:U:3:LYS:HE2 1.61 0.44
1:G:35:GLN:NE2 3:G:1646:HOH:O 2.45 0.44
1:4:9:SER:O 1:4:13:GLN:HG3 2.18 0.44
2:5:1724:BOG:H5 1:6:67:PHE:CZ 2.53 0.44
1:D:45:SER:HB2 1:K:48:GLN:HE22 1.82 0.44
1:G:25:LEU:O 1:G:29:VAL:HG23 2.18 0.44
1:Y:4:GLU:HG2 1:Y:4:GLU:O 2.18 0.44
1:3:66: TYR:CD1 1:3:66:TYR:CB 2.83 0.43
1:L:3:LYS:N 1:L:3:LYS:HE2 2.33 0.43
1:5:27:GLU:HB3 2:5:1720:BOG:H1’2 1.99 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:2:55:LYS:HB3 1:2:55:LYS:NZ 2.33 0.43
1:2:76: THR:HG1 1:4:3:LYS:HZ2 1.62 0.43

1:Y:73:GLN:N 1:Y:74:PRO:HD2 2.33 0.43
1:7:64:LEU:HA 1:7:67:PHE:CD1 2.53 0.43
1:6:50: THR:HG21 3:6:1736:HOH:O 2.18 0.43
2:X:1725:BOG:03 3:X:1733:HOH:O 2.21 0.43
1:W:14:TYR:O 1:W:18:VAL:HG23 2.19 0.43
1:S:12:SER:O 1:S:16:GLN:HG3 2.18 0.43
1:N:73:GLN:HA 1:N:74:PRO:HD3 1.86 0.43
1:N:4:GLU:HG3 3:N:1650:HOH:O 2.18 0.43
1:1:69:GLU:N 3:1:1622:HOH:O 2.51 0.43
1:G:30:LYS:HE2 1:H:28:LYS:HD2 2.00 0.43
1:I1:19:THR:O 1:1:23:LYS:HG3 2.16 0.43
1:E:76:THR:HG22 1:E:77:GLN:N 2.33 0.43
2:M:1625:BOG:H7’1 1:N:67:PHE:HE1 1.76 0.43
2:7:1731:BOG:H22 1:7:52:LEU:HD11 2.00 0.43
1:M:54:LYS:HD2 1:M:54:LYS:N 2.34 0.43
1:U:62:ASN:HB2 2:U:1715:BOG:H1 1.99 0.43
1:N:35:GLN:HG2 1:N:36:ALA:H 1.83 0.43
1:X:25:LEU:O 1:X:29:VAL:HG23 2.17 0.43
1:U:25:LEU:O 1:U:29:VAL:HG23 2.18 0.43
1:2:25:LEU:O 1:2:29:VAL:HG23 2.18 0.43
1:A:74:PRO:HB3 1:J:74:PRO:HB3 2.01 0.43
1:7:49:LEU:O 1:7:52:LEU:HG 2.18 0.43
2:F:1619:BOG:H7’2 1:N:22:GLY:HA2 1.98 0.43
1:V:70:LEU:CD2 3:X:1729:HOH:O 2.63 0.43
1:4:10:LEU:HD23 1:4:13:GLN:NE2 2.34 0.43
1:5:3:LYS:HZ2 1:5:3:LYS:HB2 1.83 0.43
1:Q:43:GLU:O 1:Q:47:GLU:HG3 2.18 0.43
1:6:77:GLN:HE22 1:7:5:PRO:HA 1.84 0.43
1:L:59:GLU:O 2:1.:1615:BOG:H2 2.19 0.43
1:U:60:LEU:O 1:U:64:LEU:HD13 2.18 0.43
1:S:19:THR:O 1:S:23:LYS:HG3 2.18 0.43
1:Q:55:LYS:HB3 1:Q:55:LYS:NZ 2.34 0.43
1:1:19:THR:O 1:1:23:LYS:HG3 2.18 0.43
1:G:44:LYS:CE 3:G:1657:HOH:O 2.66 0.43
1:M:41:TYR:CA 3:M:1635:HOH:O 2.46 0.43
1:N:22:GLY:C 3:N:1664:HOH:O 2.57 0.43
1:D:74:PRO:HD2 1:D:77:GLN:NE2 2.33 0.43
1:U:69:GLU:HB3 1:U:73:GLN:HE21 1.84 0.43
1:J:8:GLU:HB3 3:J:1640:HOH:O 2.17 0.43
1:C:66: TYR:HB3 3:C:1622:HOH:O 2.17 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:67:PHE:CE2 1:B:71:GLY:HA3 2.53 0.43
1:S:29:VAL:O 1:S:32:PRO:HD2 2.19 0.43
1:Q:41:TYR:CD1 2:Q:1630:BOG:H3 2.54 0.43
1:Q:51:PRO:O 1:Q:55:LYS:HB2 2.18 0.43
1:5:4:GLU:N 1:5:5:PRO:HD3 2.34 0.43
1:L:55:LYS:O 1:L:58: THR:HG22 2.18 0.43
1:G:28:LYS:NZ 3:G:1689:HOH:O 2.52 0.43
1:Z:7:VAL:HG23 2:7:1726:BOG:H2’1 2.00 0.43
1:B:69:GLU:HG2 3:B:1630:HOH:O 2.14 0.43
3:A:1614:HOH:O 1:C:3:LYS:CE 2.50 0.43
1:Z:7:-VAL:O 1:7Z:11:VAL:HG23 2.19 0.43
1:C:64:LEU:HA 1:C:67:PHE:HD1 1.83 0.43
1:K:76: THR:HG22 1:K:77:GLN:N 2.33 0.43
1:P:3:LYS:N 1:P:3:LYS:HZ3 2.16 0.42
1:L:42:PHE:HB3 3:L:1632:HOH:O 2.19 0.42
1:D:3:LYS:N 1:D:3:LYS:CE 2.82 0.42
1:M:59:GLU:CG 3:M:1633:HOH:O 2.64 0.42
2:Y:1730:BOG:C7’ 3:7:1738:HOH:O 2.45 0.42
1:X:54:LYS:CB 3:X:1735:HOH:O 2.48 0.42
1:Y:11:VAL:HA 1:Y:14:TYR:CE1 2.54 0.42
1:8:70:LEU:HA 1:8:73:GLN:HG3 2.00 0.42
1:6:18:VAL:HA 1:6:21: TYR:CE1 2.54 0.42
1:A:9:SER:O 1:A:13:GLN:HG3 2.19 0.42
1:J:65:SER:HB2 3:J:1637:HOH:O 2.19 0.42
1:P:68:VAL:HA 3:P:1637:HOH:O 2.17 0.42
2:7:1729:BOG:H61 1:7:25:LEU:HB3 2.00 0.42
1:T:68:VAL:HG11 3:T:1305:HOH:O 2.17 0.42
1:7:15:PHE:HD1 3:7:1727:HOH:O 2.02 0.42
1:P:33:GLU:N 1:P:35:GLN:HE22 2.15 0.42
1:7:12:SER:O 1:7:16:GLN:HG3 2.19 0.42
2:T:1706:BOG:H1’2 1:1:41:TYR:HA 2.01 0.42
1:C:56:ALA:HA 1:C:59:GLU:HB3 2.01 0.42
1:5:23:LYS:HB3 3:5:827:HOH:O 2.19 0.42
1:K:20:ASP:HA 1:K:23:LYS:HD2 1.99 0.42
1:4:27:GLU:HG2 3:4:1739:HOH:O 2.18 0.42
1:E:75:ALA:HB3 1:G:4:GLU:HB3 2.00 0.42
1:M:71:GLY:HA3 2:N:1624:BOG:C4 2.43 0.42
1:G:44:LYS:HE3 3:G:1657:HOH:O 2.19 0.42
1:7:25:LEU:O 1:7:29:VAL:HG23 2.19 0.42
1:5:67:PHE:HA 2:5:1724:BOG:04 2.18 0.42
1:X:49:LEU:O 1:X:52:LEU:HG 2.20 0.42
1:8:37:GLU:O 3:8:1778:HOH:O 2.21 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:7:49:LEU:HG 2:7:1731:BOG:H1 2.01 0.42
1:5:27:GLU:CB 2:5:1720:BOG:H1’2 2.50 0.42
1:V:20:ASP:HA 1:V:23:LYS:HD2 2.01 0.42

1:Q:50:THR:CG2 1:Q:51:PRO:HD3 2.48 0.42
1:C:15:PHE:HD2 1:C:15:PHE:HA 1.69 0.42
1:S:43:GLU:CA 3:5:1705:HOH:O 2.33 0.42
1:M:54:LYS:HA 2:M:1621:BOG:H2’1 2.02 0.42
2:H:1629:BOG:H8’1 | 1:Q:17:'THR:HG22 2.01 0.42
1:X:73:GLN:N 1:X:74:PRO:HD2 2.34 0.42
1:G:11:VAL:HA 1:G:14:TYR:CE1 2.54 0.42
1:Y:3:LYS:HG3 1:Y:3:LYS:H 1.52 0.42
1:G:56:ALA:HB1 1:G:60:LEU:HB2 2.02 0.42
1:Q:4:GLU:N 1:Q:5:PRO:CD 2.83 0.42
1:7:60:LEU:N 3:7:1757:HOH:O 2.52 0.42
1:H:31:SER:OG 1:H:32:PRO:HD3 2.20 0.42
1:1:33:GLU:HB3 3:1:1718:HOH:O 2.20 0.42
1:U:13:GLN:NE2 3:U:1717:HOH:O 2.51 0.42
1:A:14:TYR:CA 3:A:1640:HOH:O 2.60 0.42
1:L:59:GLU:O 1:L:63:PHE:HB2 2.20 0.42
1:S:73:GLN:HB2 1:S:74:PRO:HD3 2.01 0.42
1:3:25:LEU:HD11 3:3:1744:HOH:O 2.16 0.42
1:V:63:PHE:HB3 3:V:730:HOH:O 2.19 0.42
1:F:25:LEU:HD13 1:M:29:VAL:HG11 2.02 0.42
1:J:60:LEU:O 1:J:64:LEU:HD13 2.19 0.42
1:X:44:LYS:O 1:X:48:GLN:HG3 2.20 0.42
1:A:50: THR:N 1:A:51:PRO:HD2 2.35 0.42
2:D:1612:BOG:H5 3:K:602:HOH:O 2.18 0.42
1:3:35:GLN:CG 3:3:1738:HOH:O 2.61 0.42
1:N:53:ILE:HA 3:N:1676:HOH:O 2.20 0.42
1:Y:6:CYS:HB2 3:Y:1736:HOH:O 2.20 0.42
1:H:4:GLU:HA 1:H:5:PRO:HD2 1.86 0.42
1:2:60:LEU:O 1:2:64:LEU:HD13 2.20 0.42
1:L:9:SER:O 1:L:13:GLN:HG3 2.20 0.42
1:F:60:LEU:O 1:F:64:LEU:HD13 2.19 0.42
1:S:50: THR:N 1:S:51:PRO:HD2 2.34 0.42
1:1:7:VAL:HG13 1:I:8:GLU:HG3 2.01 0.42
1:D:3:LYS:HE2 1:K:3:LYS:HE2 1.08 0.41
3:M:1639:HOH:O 1:N:44:LYS:HD3 2.20 0.41
1:S:74:PRO:O 1:S:75:ALA:HB2 2.20 0.41
1:S:26:-MET:O 1:S:30:LYS:HG3 2.21 0.41
1:A:12:SER:O 1:A:16:GLN:HG3 2.19 0.41
1:4:58: THR:O 1:4:62:ASN:HB2 2.20 0.41
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:M:32:PRO:O 1:M:37:GLU:HB2 2.20 0.41
1:Y:15:PHE:O 1:Y:18:VAL:HG12 2.20 0.41

3:J:1640:HOH:O 1:M:25:LEU:HD13 2.20 0.41
1:D:55:LYS:O 1:D:59:GLU:HG3 2.20 0.41
1:D:41:TYR:HD1 1:L:41:TYR:HH 1.68 0.41
1:D:46:LYS:HD3 3:D:1622:HOH:O 2.19 0.41
1:C:14:TYR:O 1:C:18:VAL:HG23 2.19 0.41
1:B:69:GLU:HA 1:B:73:GLN:NE2 2.34 0.41
1:X:60:LEU:O 1:X:64:LEU:HD13 2.20 0.41
1:C:63:PHE:CD2 2:1:1615:BOG:H3’1 2.55 0.41
1:L:76: THR:CA 3:L:1629:HOH:O 2.68 0.41
1:7:60:LEU:HA 3:7:1757:HOH:O 2.19 0.41
1:P:11:VAL:HA 1:P:14:TYR:CE1 2.56 0.41
1:J:4:GLU:N 1:J:5:PRO:CD 2.83 0.41
1:H:23:LYS:O 1:H:27:GLU:HG3 2.21 0.41
1:K:66: TYR:CD2 1:K:66:TYR:CB 2.83 0.41
1:A:77:GLN:NE2 1:C:3:LYS:HZ1 2.12 0.41
1:J:33:GLU:HG3 1:J:34:LEU:N 2.36 0.41
1:X:56:ALA:HB1 3:X:1740:HOH:O 2.17 0.41
1:A:29:VAL:O 1:A:32:PRO:HD2 2.20 0.41
1:K:4:GLU:N 1:K:5:PRO:CD 2.84 0.41
1:L:26:MET:HG2 3:L:1641:HOH:O 2.19 0.41
1:G:7:-VAL:HA 1:G:10:LEU:HD12 2.02 0.41
2:E:1623:BOG:H82 | 2:N:1624:BOG:H6’2 2.03 0.41
1:B:77:GLN:NE2 1:B:77:GLN:O 2.54 0.41
1:A:7:VAL:O 1:A:11:VAL:HG23 2.20 0.41
2:H:1629:BOG:H5 1:P:22:GLY:HA2 2.02 0.41
1:U:31:SER:N 1:U:32:PRO:HD2 2.34 0.41
1:V:77:GLN:OE1 1:X:5:PRO:HD2 2.20 0.41
1:3:29:VAL:HG11 2:3:1712:BOG:H22 2.01 0.41
1:L:72: THR:HG23 1:L:73:GLN:N 2.35 0.41
1:C:66:TYR:O 1:C:70:LEU:HD13 2.20 0.41
1:8:41:TYR:O 3:8:1762:HOH:O 2.22 0.41
1:C:59:GLU:O 1:C:63:PHE:HB2 2.21 0.41
1:S:21:TYR:OH 3:5:1719:HOH:O 2.22 0.41
1:1:26:MET:O 1:1:30:LYS:HG3 2.21 0.41
1:G:55:LYS:O 1:G:55:LYS:HD2 2.21 0.41
1:K:42:PHE:HA 1:1:44:1L.YS:NZ 2.36 0.41
1:3:56:ALA:HB1 1:3:60:LEU:HD12 2.02 0.41
1:U:38:ALA:HB2 3:U:1736:HOH:O 2.21 0.41
1:Q:2:ALA:O 1:Q:3:LYS:HB2 2.20 0.41
1:3:4:GLU:N 1:3:5:PRO:CD 2.82 0.41
Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:M:12:SER:O 1:M:16:GLN:HG3 2.21 0.41
1:S:68:VAL:HG22 3:5:1715:HOH:O 2.19 0.41
1:N:67:PHE:CD2 1:N:67:PHE:N 2.89 0.41
1:T:61:VAL:N 3:T:1396:HOH:O 2.54 0.41
1:M:56:ALA:HA 1:M:59:GLU:HB3 2.02 0.41
3:G:1674:HOH:O 2:Q:1628:BOG:H1"2 2.21 0.41
1:7:23:LYS:O 1:72:27:GLU:HG3 2.20 0.41
1:6:35:GLN:HB3 1:6:37:GLU:OE1 2.21 0.41
1:H:31:SER:O 1:H:35:GLN:HB2 2.21 0.41
1:F:5:PRO:HG2 1:F:6:CYS:H 1.85 0.41
1:7:25:LEU:O 1:7:29:VAL:HG23 2.20 0.41
1:7:34:LEU:HD23 1:7:34:LEU:N 2.36 0.41
1:8:39:LYS:CG 3:8:1740:HOH:O 2.28 0.41
3:7:1750:HOH:O 1:7:52:LEU:N 2.54 0.41
1:8:45:SER:N 3:8:1762:HOH:O 2.52 0.41
1:X:51:PRO:O 1:X:55:LYS:HB2 2.21 0.41
1:W:19:THR:O 1:W:23:LYS:HG3 2.21 0.41
1:X:2:ALA:CA 1:X:3:LYS:HE2 2.51 0.41
1:8:50: THR:HG23 3:8:1747:HOH:O 2.21 0.41
1:S:74:PRO:HA 1:U:4:GLU:O 2.20 0.41
1:T:18:VAL:HG23 3:T:1013:HOH:O 2.20 0.41
1:5:24:ASP:HB3 3:5:827:HOH:O 2.21 0.41
1:M:13:GLN:HA 1:M:16:GLN:HE21 1.86 0.41
1:L:31:SER:H 1:L:32:PRO:CD 2.34 0.41
1:W:15:PHE:HZ 2:W:1718:BOG:H6'2 1.86 0.41
1:D:28:LYS:HA 1:D:31:SER:OG 2.21 0.41
1:K:2:ALA:N 1:K:3:LYS:HZ3 2.19 0.41
1:H:61:VAL:HG23 3:H:1635:HOH:O 2.21 0.41
1:F:2:ALA:N 1:F:3:LYS:HZ3 2.19 0.41
1:W:76:THR:O 1:7:3:LYS:HG3 2.20 0.41
1:J:7:-VAL:HG13 1:J:8:GLU:N 2.35 0.41
1:8:43:GLU:HB3 3:8:1786:HOH:O 2.21 0.41
1:V:57:GLY:O 1:V:61:VAL:HB 2.21 0.41
1:5:15:PHE:O 1:5:18:VAL:HG12 2.21 0.41
1:7:55:LYS:O 1:7:58: THR:HG22 2.21 0.41
1:D:25:LEU:O 1:D:29:VAL:HG23 2.20 0.40
1:6:21:TYR:CB 3:6:1744:HOH:O 2.66 0.40
1:J:52:LEU:CD1 3:J:1625:HOH:O 2.69 0.40
1:D:20:ASP:HA 1:D:23:LYS:HD2 2.03 0.40
1:1:39:LYS:O 1:1:43:GLU:HG3 2.20 0.40
1:L:71:GLY:C 3:L:1625:HOH:O 2.59 0.40
1:C:38:ALA:HA 1:C:41:TYR:CZ 2.56 0.40
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:M:1621:BOG:H5’1 1:N:55:LYS:HG3 2.04 0.40
1:7:11:VAL:HG22 2:7:1726:BOG:H1’2 2.03 0.40
2:U:1710:BOG:H2 1:3:8:GLU:OE2 2.21 0.40
1:C:26:MET:O 1:C:30:LYS:HG3 2.21 0.40
1:F:49:LEU:O 1:F:52:LEU:HG 2.21 0.40
1:H:25:LEU:O 1:H:29:VAL:HG23 2.21 0.40
1:C:8:GLU:HA 1:C:11:VAL:CG2 2.51 0.40
1:E:26:MET:N 3:E:1661:HOH:O 2.52 0.40
1:N:62:ASN:ND2 3:N:1641:HOH:O 2.55 0.40
1:1:25:LEU:HB2 2:1:1605:BOG:H1’1 2.03 0.40
1:8:14:TYR:CE2 2:8:1728:BOG:H2’1 2.57 0.40
1:H:48:GLN:HE22 | 2:Q:1630:BOG:H7’1 1.86 0.40
1:3:42:PHE:HA 1:4:44:LYS:NZ 2.36 0.40
1:E:10:LEU:HA 1:E:13:GLN:HE21 1.87 0.40
1:E:75:ALA:C 1:G:4:GLU:HB2 2.42 0.40
1:B:77:GLN:CD 1:B:77:GLN:O 2.59 0.40
1:W:56:ALA:HA 1:W:59:GLU:HB3 2.02 0.40
1:M:39:LYS:CG 3:M:1629:HOH:O 2.44 0.40
1:Q:14:TYR:CE2 2:Q:1628:BOG:H2’1 2.56 0.40
1:V:4:GLU:H 1:V:5:PRO:CD 2.27 0.40
1:K:50: THR:N 1:K:51:PRO:HD2 2.36 0.40
1:M:49:LEU:O 1:M:52:LEU:HG 2.22 0.40
1:E:23:LYS:O 1:E:27:GLU:HG3 2.22 0.40

All (11) symmetry-related close contacts are listed below. The label for Atom-2 includes the

symmetry operator and encoded unit-cell translations to be applied.

Atom-1 Atom-2 Distance(A) | Clash(A)
L:E:28:LYS:CE | 1:1:73:GLN:CD[1_455] 0.76 1.44
1:E:28:LYS:CE | 1:1:73:GLN:OE1[1_455] 1.14 1.06
1:E:28:LYS:NZ | 1:1:73:GLN:CGJ[1_455] 1.17 1.03
1:E:28:LYS:NZ | 1:1:73:GLN:CBJ[1.455] 1.18 1.02
1:E:28:LYS:CE | 1:1:73:GLN:CGJ1.455] 1.26 0.94
1:E:28:LYS:NZ | 1:1:73:GLN:CD[1.455] 1.69 0.51
L:E:28:LYS:CD | 1:1:73:GLN:OE1[1_455] 1.71 0.49
1:E:28:LYS:CE | 1:1:73:GLN:NE2[1_455] 2.08 0.12
1:6:16:GLN:NE2 | 1:8:43:GLU:OE2[1_556 2.08 0.12
1:E:28:LYS:CG | 1:1:73:GLN:OE1|1_455 2.11 0.09
1:6:16:GLN:OE1 | 1:8:43:GLU:OE2[1_556] 2.16 0.04
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5.3 Torsion angles
5.3.1 Protein backbone (i)

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 1 69/77 (90%) 63 (91%) 5 (7%) 1 (1%)
1 2 69/77 (90%) 57 (83%) 9 (13%) 3 (4%)
1 3 69/77 (90%) 55 (80%) 11 (16%) 3 (4%)
1 4 68/77 (88%) 59 (87%) 6 (9%) 3 (4%)
1 5 71/77 (92%) 55 (78%) 14 (20%) 2 (3%)
1 6 72/77 (94%) 59 (82%) 8 (11%) 5 (7%)
1 7 64/77 (83%) 58 (91%) 4 (6%) 2 (3%)
1 8 72/77 (94%) 63 (88%) 6 (8%) 3 (4%)
1 A 72/77 (94%) 62 (86%) 8 (11%) 2 (3%)
1 B 72/77 (94%) 64 (89%) 6 (8%) 2 (3%)
1 C 7477 (96%) 63 (85%) 8 (11%) 3 (4%)
1 D 70/77 (91%) 61 (87%) 3 (4%) 6 (9%)
1 E 66/77 (86%) 60 (91%) 3 (4%) 3 (4%)
1 F 71/77 (92%) 58 (82%) 8 (11%) 5 (7%)
1 G 72/77 (94%) 66 (92%) 6 (8%) 0
1 H 72/77 (94%) 62 (86%) 7 (10%) 3 (4%)
1 I 69/77 (90%) 59 (86%) 8 (12%) 2 (3%)
1 J 72/77 (94%) 59 (82%) 7 (10%) 6 (8%)
1 K 70/77 (91%) 58 (83%) 9 (13%) 3 (4%)
1 L 68/77 (88%) 54 (79%) 10 (15%) 4 (6%)
1 M 7477 (96%) 54 (73%) 16 (22%) 4 (5%)
1 N 74/77 (96%) 59 (80%) 11 (15%) 4 (5%)
1 P 69/77 (90%) 61 (88%) 6 (9%) 2 (3%)
1 Q 69/77 (90%) 63 (91%) 6 (9%) 0
1 S 72/77 (94%) 61 (85%) 8 (11%) 3 (4%)
1 T 72/77 (94%) 67 (93%) 3 (4%) 2 (3%)
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles |
1 U 74/77 (96%) 65 (88%) 7 (10%) 2 (3%)
1 \Y 71/77 (92%) 60 (84%) 7 (10%) 4 (6%)
1 W 66/77 (86%) 56 (85%) 10 (15%) 0
1 X 71/77 (92%) 56 (79%) 9 (13%) 6 (8%)
1 Y 72/77 (94%) 69 (96%) 2 (3%) 1 (1%)
1 Z 68/77 (88%) 59 (87%) 7 (10%) 2 (3%)

All All 2254/2464 (92%) | 1925 (85%) | 238 (11%) | 91 (4%)

All (91) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 7 VAL
1 C 73 GLN
1 D 4 GLU
1 E 4 GLU
1 E 76 THR
1 I 74 PRO
1 J 7 VAL
1 J 31 SER
1 J 74 PRO
1 K 4 GLU
1 L 5 PRO
1 L 31 SER
1 N 7 VAL
1 N 65 SER
1 N 66 TYR
1 S 75 ALA
1 U 5 PRO
1 \Y 4 GLU
1 X 5 PRO
1 Y 3 LYS
1 Z 5 PRO
1 2 31 SER
1 3 4 GLU
1 4 31 SER
1 A 37 GLU
1 C 74 PRO
1 D 7 VAL
1 D 70 LEU
1 D 73 GLN

Continued on next page...
gPDB



Page 61

Full wwPDB X-ray Structure Validation Report

1L6L

Continued from previous page...

Mol | Chain | Res | Type
1 D 76 THR
1 F 37 GLU
1 J 36 ALA
1 J 76 THR
1 L 34 LEU
1 L 36 ALA
1 M 36 ALA
1 P 36 ALA
1 S 37 GLU
1 S 71 GLY
1 T 7 VAL
1 \Y 7 VAL
1 \Y 34 LEU
1 \Y 70 LEU
1 X 71 GLY
1 X 75 ALA
1 2 36 ALA
1 6 5 PRO
1 6 7 VAL
1 6 31 SER
1 7 3 LYS
1 8 38 ALA
1 A 73 GLN
1 F 5 PRO
1 F 38 ALA
1 F 71 GLY
1 H 4 GLU
1 I 69 GLU
1 M 6 CYS
1 U 3 LYS
1 X 37 GLU
1 X 38 ALA
1 1 71 GLY
1 2 5 PRO
1 3 31 SER
1 4 75 ALA
1 5 27 GLU
1 7 71 GLY
1 8 4 GLU
1 F 75 ALA
1 H 5 PRO
1 M 69 GLU

Continued on next page...
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Mol | Chain | Res | Type
1 Z 4 GLU
1 6 3 LYS
1 6 13 GLN
1 8 60 LEU
1 C 5 PRO
1 E 29 VAL
1 X 36 ALA
1 3 6 CYS
1 5 36 ALA
1 B 71 GLY
1 K 31 SER
1 T 71 GLY
1 M 71 GLY
1 N 29 VAL
1 D 71 GLY
1 4 74 PRO
1 H 7 VAL
1 J 71 GLY
1 K 71 GLY
1 P 31 SER

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 1 66/69 (96%) 63 (96%) 3 (4%) 38 50
1 2 66/69 (96%) 64 (97%) 2 (3%) 53 70
1 3 67/69 (97%) 63 (94%) 4 (6%) 27 35
1 4 66/69 (96%) | 66 (100%) 0 [100] [100]
1 5 67/69 (97%) 66 (98%) 1 (2%) 76 |89
1 6 67/69 (97%) 65 (97%) 2 (3%) 53 70
1 7 64/69 (93%) 63 (98%) 1 (2%) 75 | 88
1 8 66/69 (96%) 63 (96%) 3 (4%) 38 50
1 A 67/69 (97%) 65 (97%) 2 (3%) 53 70
1 B 67/69 (97%) 65 (97%) 2 (3%) 53 70

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 C 68/69 (99%) 64 (94%) 4 (6%) 28 35
1 D 67/69 (97%) 65 (97%) 2 (3%) 23 70
1 E 66,/69 (96%) 64 (97%) 2 (3%) 53 70
1 F 67/69 (97%) 63 (94%) 4 (6%) 27 35
1 G 66/69 (96%) 64 (97%) 2 (3%) 53 70
1 H 66/69 (96%) 64 (97%) 2 (3%) 23 70
1 | 66/69 (96%) 64 (97%) 2 (3%) 53 70
1 J 67/69 (97%) 67 (100%) 0 100 _M
1 K 67/69 (97%) 64 (96%) 3 (4%) 38 50
1 L 66/69 (96%) 64 (97%) 2 (3%) 53 70
1 M 68/69 (99%) 65 (96%) 3 (4%) 39 51
1 N 68/69 (99%) 63 (93%) 5 (7%) 200 24
1 P 66/69 (96%) 66 (100%) 0 100 _M
1 Q 65/69 (94%) 62 (95%) 3 (5%) 37 48
1 S 67/69 (97%) 65 (97%) 2 (3%) 23 70
1 T 67/69 (97%) 65 (97%) 2 (3%) 23 70
1 U 68/69 (99%) 65 (96%) 3 (4%) 39 51
1 \Y 67/69 (97%) 65 (97%) 2 (3%) 23 70
1 W 67/69 (97%) 65 (97%) 2 (3%) 53 70
1 X 67/69 (97%) 64 (96%) 3 (4%) 38 50
1 Y 66/69 (96%) 62 (94%) 4 (6%) 26 34
1 Z 65/69 (94%) 62 (95%) 3 (5%) 37 48
All All 2130/2208 (96%) | 2055 (96%) | 75 (4%) 48 63

All (75) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 26 MET
1 A 7 GLN
1 B 66 TYR
1 B 7 GLN
1 C 3 LYS
1 C 15 PHE
1 C 26 MET

Continued on next page...
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Mol | Chain | Res | Type
1 C 7 GLN
1 D 3 LYS
1 D I GLN
1 E 67 PHE
1 E 77 GLN
1 F 3 LYS
1 F 34 LEU
1 F 67 PHE
1 F 76 THR
1 G 41 TYR
1 G 55 LYS
1 H 3 LYS
1 H 34 LEU
1 I 14 TYR
1 I 66 TYR
1 K 3 LYS
1 K 55 LYS
1 K 73 GLN
1 L 3 LYS
1 L 7 GLN
1 M 3 LYS
1 M 4 GLU
1 M 76 THR
1 N 3 LYS
1 N 14 TYR
1 N 34 LEU
1 N 37 GLU
1 N 41 TYR
1 Q 33 GLU
1 Q 37 GLU
1 Q 54 LYS
1 S 26 MET
1 S 74 PRO
1 T 66 TYR
1 T I GLN
1 U 3 LYS
1 U 15 PHE
1 U 26 MET
1 \Y 3 LYS
1 \Y 7 GLN
1 W 3 LYS
1 W 67 PHE

Continued on next page...
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Mol | Chain | Res | Type
1 X 6 CYS
1 X 14 TYR
1 X I GLN
1 Y 3 LYS
1 Y 4 GLU
1 Y 41 TYR
1 Y 63 PHE
1 Z 3 LYS
1 Z 34 LEU
1 Z 59 GLU
1 1 14 TYR
1 1 66 TYR
1 1 7 GLN
1 2 66 TYR
1 2 I GLN
1 3 3 LYS
1 3 5 PRO
1 3 34 LEU
1 3 5h) LYS
1 5 7 GLN
1 6 37 GLU
1 6 41 TYR
1 7 3 LYS
1 8 3 LYS
1 8 44 LYS
1 8 73 GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (40) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 7 GLN
1 B 73 GLN
1 B 7 GLN
1 D 13 GLN
1 D 35 GLN
1 D 73 GLN
1 E 13 GLN
1 E 77 GLN
1 F 35 GLN
1 G 13 GLN
1 G 73 GLN
1 H 13 GLN

Continued on next page...
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Mol | Chain | Res | Type
1 H 35 GLN
1 I 13 GLN
1 K 48 GLN
1 K 73 GLN
1 M 16 GLN
1 P 13 GLN
1 P 35 GLN
1 Q 35 GLN
1 Q 73 GLN
1 S 73 GLN
1 T 73 GLN
1 T 77 GLN
1 U 73 GLN
1 \Y 35 GLN
1 \Y 7 GLN
1 X 73 GLN
1 Z 13 GLN
1 1 13 GLN
1 2 13 GLN
1 3 48 GLN
1 4 13 GLN
1 4 35 GLN
1 4 I GLN
1 5 73 GLN
1 6 35 GLN
1 6 73 GLN
1 7 13 GLN
1 7 73 GLN

5.3.3 RNA (D

There are no RNA chains in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.
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5.6 Ligand geometry (i)

64 ligands are modelled in this entry.

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

Mol | Type | Chain | Res | Link | S0 808 | e | BASZ 212~ 2
2 | BOG 1 |1705 | - 1202020] 080 | 1(5%) |252525]| 0.65 0
2 | BOG 1 [1707] - 202020 080 | 1(5%) |252525] 0.65 0
2 | BOG 1 |1709 | - 1202020| 079 | 1(5%) |25.2525| 0.66 0
2 | BOG 2 1703 - [202020| 080 | 1(5%) |2525.25| 0.64 0
2 | BOG 2 |1708 | - [202020] 079 | 1(5%) |252525| 0.65 0
2 | BOG 3 12| - [202020] 079 | 1(5%) |252525]| 0.63 0
2 | BOG 3 1716 - [202020 433 | 2(10%) | 252525 | 1.03 | 2 (8%)
2 | BOG 4 174 - [202020] 081 | 1(5%) |252525| 0.64 0
2 | BOG 5 1719 - [202020 079 | 1(5%) |2525.25| 0.66 0
2 | BOG 5 1720 - [202020] 078 | 1(5%) |252525| 0.65 0
2 | BOG 5 1721 - [202020| 083 | 1(5%) |2525.25| 0.63 0
2 | BOG 5 1724 - [202020] 078 | 1(5%) |25.2525| 0.65 0
2 | BOG 6 1717 - [202020] 080 | 1(5%) |252525| 0.64 0
2 | BOG 6 1722 - [202020| 0.80 | 1(5%) |25,25.25| 0.66 0
2 | BOG 7 1726 - [202020] 080 | 1(5%) |252525]| 0.64 0
2 | BOG 8 1727 - [202020] 079 | 1(5%) |252525| 0.65 0
2 | BOG 8 1728 - [202020| 079 | 1(5%) |2525.25| 0.69 0
2 [ BOG| A |1603] - [202020] 078 | 1(5%) |25.2525| 0.67 0
2 | BOG| A |1604| - [202020] 079 | 1(5%) |252525| 0.64 0
2 [ BOG| B |1602] - [202020] 080 | 1(5%) |2525.25| 0.65 0
2 [ BOG| B |1606] - [202020] 078 | 1(5%) |25.2525| 0.67 0
2 | BOG| B |1609| - [202020] 078 | 1(5%) |252525| 0.67 0
2 [ BOG | ¢ |1614] - [202020] 076 | 1(5%) | 252525 0.66 0
2 |BoG| D |1612] - [202020] 076 | 1(5%) |252525]| 0.68 0
2 [ BOG | D |[1613] - 8920 | 0.15 0 7825 | 0.59 0
2 |BOG| E [1623] - [202020] 081 | 1(5%) |252525| 0.64 0
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Mol | Type | Chain | Res | Link | e | RSZ | 412052 | Cours | RMSZ | 12> 2
2 BOG F 1619 - 20,20,20 | 0.77 1 (5%) | 25,2525 | 0.64 0
2 BOG G 1633 - 20,20,20 | 0.79 1 (5%) | 25,2525 | 0.68 0
2 BOG G 1634 - 20,20,20 | 0.79 1 (5%) | 25,2525 | 0.65 0
2 BOG H 1626 - 20,20,20 | 0.79 1 (5%) | 25,2525 | 0.65 0
2 BOG H 1629 - 20,20,20 | 0.78 1 (5%) | 25,2525 | 0.63 0
2 BOG H 1631 - 20,20,20 | 0.79 1 (5%) | 25,25,25 | 0.63 0
2 BOG I 1601 - 7,8,20 3.85 1 (14%) 6,6,25 1.13 1 (16%)
2 BOG I 1605 - 20,20,20 | 0.80 1 (5%) | 25,2525 | 0.65 0
2 BOG J 1607 - 20,20,20 | 0.81 1 (5%) | 25,25,25 | 0.65 0
2 BOG J 1608 - 20,20,20 | 0.80 1 (5%) | 25,2525 | 0.65 0
2 BOG K 1610 - 20,20,20 | 0.79 1 (5%) | 25,25,25 | 0.66 0
2 BOG K 1616 - 20,20,20 | 4.39 2 (10%) | 25,2525 | 1.09 2 (8%)
2 BOG L 1615 - 20,20,20 | 0.79 1 (5%) | 25,2525 | 0.67 0
2 BOG M 1620 - 20,20,20 | 0.77 1 (5%) | 25,25,25 | 0.70 0
2 BOG M 1621 - 20,20,20 | 0.87 1 (5%) | 25,2525 | 0.65 0
2 BOG M 1625 - 20,20,20 | 0.83 1 (5%) | 25,2525 | 0.67 0
2 BOG N 1617 - 20,20,20 | 0.80 1 (5%) | 25,2525 | 0.67 0
2 BOG N 1618 - 20,20,20 | 0.87 1 (5%) | 25,2525 | 0.67 0
2 BOG N 1622 - 20,20,20 | 0.81 1 (5%) | 25,25,25 | 0.65 0
2 BOG N 1624 - 20,20,20 | 3.85 2 (10%) | 25,25,25 | 1.14 2 (8%)
2 BOG P 1632 - 20,20,20 | 0.79 1 (5%) | 25,2525 | 0.65 0
2 BOG Q 1627 - 20,20,20 | 0.79 1 (5%) | 25,2525 | 0.65 0
2 BOG Q 1628 - 20,20,20 | 0.79 1 (5%) | 25,25,25 | 0.69 0
2 BOG Q 1630 - 20,20,20 | 0.78 1 (5%) | 25,2525 | 0.64 0
2 BOG S 1704 - 20,20,20 | 0.78 1 (5%) | 25,2525 | 0.64 0
2 BOG T 1702 - 20,20,20 | 0.80 1 (5%) | 25,2525 | 0.65 0
2 BOG T 1706 - 20,20,20 | 0.78 1 (5%) | 25,25,25 | 0.68 0
2 BOG U 1710 - 20,20,20 | 0.78 1 (5%) | 25,25,25 | 0.66 0
2 BOG U 1715 - 20,20,20 | 0.78 1 (5%) | 25,2525 | 0.68 0
2 BOG W 1718 - 20,20,20 | 0.81 1 (5%) | 25,2525 | 0.65 0
2 BOG W 1723 - 20,20,20 | 0.79 1 (5%) | 25,25,25 | 0.66 0
2 BOG X 1725 - 20,20,20 | 0.81 1 (5%) | 25,2525 | 0.64 0
2 BOG Y 1730 - 20,20,20 | 0.79 1 (5%) | 25,2525 | 0.65 0
2 BOG Y 1733 - 20,20,20 | 0.78 1 (5%) | 25,2525 | 0.65 0
2 BOG Y 1734 - 20,20,20 | 0.78 1 (5%) | 25,2525 | 0.67 0
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " 'RMS7 | #/2] > 2 | Counts | RMSZ | #|2| > 2
BOG / 1729 - 20,20,20 | 0.79 1 (5%) | 25,25,25 | 0.63 0
BOG 7 1731 - 20,20,20 | 0.80 1 (5%) | 25,2525 | 0.63 0
BOG 7 1732 - 20,20,20 | 0.79 1 (5%) | 25,2525 | 0.65 0

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

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 BOG 1 1705 - - 0/11/31/31 | 0/1/1/1
2 BOG 1 1707 - - 0/11/31/31 | 0/1/1/1
2 BOG 1 1709 - - 0/11/31/31 | 0/1/1/1
2 BOG 2 1703 - - 0/11/31/31 | 0/1/1/1
2 BOG 2 1708 - - 0/11/31/31 | 0/1/1/1
2 BOG 3 1712 - - 0/11/31/31 | 0/1/1/1
2 BOG 3 1716 - - 0/11/31/31 | 0/1/1/1
2 BOG 4 1714 - - 0/11/31/31 | 0/1/1/1
2 BOG 5 1719 - - 0/11/31/31 | 0/1/1/1
2 BOG 5 1720 - - 0/11/31/31 | 0/1/1/1
2 BOG 5 1721 - - 0/11/31/31 | 0/1/1/1
2 BOG 5 1724 - - 0/11/31/31 | 0/1/1/1
2 BOG 6 1717 - - 0/11/31/31 | 0/1/1/1
2 BOG 6 1722 - - 0/11/31/31 | 0/1/1/1
2 BOG 7 1726 - - 0/11/31/31 | 0/1/1/1
2 BOG 8 1727 - - 0/11/31/31 | 0/1/1/1
2 BOG 8 1728 - - 0/11/31/31 | 0/1/1/1
2 BOG A 1603 - - 0/11/31/31 | 0/1/1/1
2 BOG A 1604 - - 0/11/31/31 | 0/1/1/1
2 BOG B 1602 - - 0/11/31/31 | 0/1/1/1
2 BOG B 1606 - - 0/11/31/31 | 0/1/1/1
2 BOG B 1609 - - 0/11/31/31 | 0/1/1/1
2 BOG C 1614 - - 0/11/31/31 | 0/1/1/1
2 BOG D 1612 - - 0/11/31/31 | 0/1/1/1
2 BOG D 1613 - - 0/7/7/31 |0/0/0/1
2 BOG E 1623 - - 0/11/31/31 | 0/1/1/1
2 BOG F 1619 - - 0/11/31/31 | 0/1/1/1
2 BOG G 1633 - - 0/11/31/31 | 0/1/1/1
2 BOG G 1634 - - 0/11/31/31 | 0/1/1/1
2 BOG H 1626 - - 0/11/31/31 | 0/1/1/1
2 BOG H 1629 - - 0/11/31/31 | 0/1/1/1
2 BOG H 1631 - - 0/11/31/31 | 0/1/1/1
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 | BOG | I |1601] - - 0/5/5/31 | 0/0/0/1
2 | BOG | 1 |1605| - - 0/11/31/31 | 0/1/1/1
2 | BOG | J |1607| - - 0/11/31/31 | 0/1/1/1
2 | BOG J 1608 | - - 0/11/31/31 | 0/1/1/1
2 |BOG| K |1610] - - 0/11/31/31 | 0/1/1/1
2 | BOG | K |1616| - - 0/11/31/31 | 0/1/1/1
2 | BOG | L |1615] - - 0/11/31/31 | 0/1/1/1
2 | BOG | M |1620] - - 0/11/31/31 | 0/1/1/1
2 | BOG | M |1621] - - 0/11/31/31 | 0/1/1/1
2 | BOG | M |1625]| - - 0/11/31/31 | 0/1/1/1
2 |BOG | N |1617| - - 0/11/31/31 | 0/1/1/1
2 | BOG | N |1618] - - 0/11/31/31 | 0/1/1/1
2 | BOG | N |1622] - - 0/11/31/31 | 0/1/1/1
2 | BOG | N |1624| - - 0/11/31/31 | 0/1/1/1
2 | BOG | P |1632] - - 0/11/31/31 | 0/1/1/1
2 | BOG | Q |1627] - - 0/11/31/31 | 0/1/1/1
2 | BOG | Q |1628] - - 0/11/31/31 | 0/1/1/1
2 |BOG| Q |1630] - - 0/11/31/31 | 0/1/1/1
2 | BOG | S |1704] - - 0/11/31/31 | 0/1/1/1
2 | BOG | T |1702] - - 0/11/31/31 | 0/1/1/1
2 | BOG | T |1706]| - - 0/11/31/31 | 0/1/1/1
2 | BOG | U |17l0] - - 0/11/31/31 | 0/1/1/1
2 | BOG | U |1715] - - 0/11/31/31 | 0/1/1/1
2 | BOG | W |I718] - - 0/11/31/31 | 0/1/1/1
2 | BOG | W |1723| - - 0/11/31/31 | 0/1/1/1
2 | BOG | X |1725] - - 0/11/31/31 | 0/1/1/1
2 | BOG | Y |1730] - - 0/11/31/31 | 0/1/1/1
2 | BOG | Y |1733] - - 0/11/31/31 | 0/1/1/1
2 | BOG | Y |1734] - - 0/11/31/31 | 0/1/1/1
2 | BOG | 7 |1729] - - 0/11/31/31 | 0/1/1/1
2 | BOG | 2z |1m31]| - - 0/11/31/31 | 0/1/1/1
2 | BOG | 2z |1m32] - - 0/11/31/31 | 0/1/1/1

All (66) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
2 K 1616 | BOG | C5-C4” | 19.23 2.68 1.51
2 3 1716 | BOG | C5-C4’ | 18.96 2.67 1.51
2 N 1624 | BOG | C3’-C2" | 16.80 2.53 1.51
2 I 1601 | BOG | C1’-C2’ | -10.18 1.51 1.55
2 M 1621 | BOG | 05-C1 2.51 1.48 1.41
2 X 1725 | BOG | O5-C1 2.43 1.48 1.41

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
2 N 1618 | BOG | O5-C1 2.43 1.48 1.41
2 Q 1628 | BOG | 05-C1 | 2.42 1.48 1.41
2 8 1728 | BOG | O5-C1 | 2.39 1.48 1.41
2 J 1607 | BOG | O5-C1 | 2.38 1.47 1.41
2 N 1622 | BOG | 05-C1 2.38 1.47 1.41
2 6 1717 | BOG | 05-C1 2.38 1.47 1.41
2 ) 1721 | BOG | 05-C1 | 2.38 1.47 1.41
2 Z 1731 | BOG | 05-C1 | 2.37 1.47 1.41
2 E 1623 | BOG | 05-C1 | 2.37 1.47 1.41
2 T 1702 | BOG | 05-C1 | 2.37 1.47 1.41
2 6 1722 | BOG | 05-C1 2.37 1.47 1.41
2 8 1727 | BOG | 05-C1 2.36 1.47 1.41
2 K 1616 | BOG | 05-C1 | 2.36 1.47 1.41
2 1 1705 | BOG | 05-C1 | 2.36 1.47 1.41
2 1 1707 | BOG | O5-C1 2.36 1.47 1.41
2 I 1605 | BOG | 05-C1 | 2.36 1.47 1.41
2 J 1608 | BOG | O5-C1 | 2.35 1.47 1.41
2 ) 1719 | BOG | 05-C1 2.35 1.47 1.41
2 P 1632 | BOG | 0O5-C1 2.35 1.47 1.41
2 W 1718 | BOG | 05-C1 | 2.34 1.47 1.41
2 Z 1732 | BOG | O5-C1 2.34 1.47 1.41
2 N 1624 | BOG | 0O5-C1 2.34 1.47 1.41
2 A 1604 | BOG | 05-C1 | 2.34 1.47 1.41
2 B 1602 | BOG | 05-C1 | 2.34 1.47 1.41
2 Y 1734 | BOG | 05-C1 2.34 1.47 1.41
2 M 1620 | BOG | 05-C1 2.34 1.47 1.41
2 Q 1627 | BOG | 05-C1 | 2.33 1.47 1.41
2 H 1629 | BOG | 05-C1 | 2.33 1.47 1.41
2 7 1726 | BOG | 0O5-C1 2.33 1.47 1.41
2 4 1714 | BOG | O5-C1 | 2.33 1.47 1.41
2 K 1610 | BOG | O5-C1 | 2.33 1.47 1.41
2 Z 1729 | BOG | 05-C1 2.33 1.47 1.41
2 H 1626 | BOG | 05-C1 | 2.33 1.47 1.41
2 Y 1730 | BOG | O5-C1 2.33 1.47 1.41
2 S 1704 | BOG | O5-C1 2.33 1.47 1.41
2 U 1710 | BOG | 0O5-C1 2.32 1.47 1.41
2 ) 1724 | BOG | O5-C1 | 2.32 1.47 1.41
2 2 1703 | BOG | 05-C1 2.32 1.47 1.41
2 F 1619 | BOG | 05-C1 2.32 1.47 1.41
2 W 1723 | BOG | 05-C1 2.32 1.47 1.41
2 1 1709 | BOG | 05-C1 | 2.31 1.47 1.41
2 ) 1720 | BOG | 05-C1 | 2.31 1.47 1.41
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Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
2 Q 1630 | BOG | 05-C1 | 2.31 1.47 1.41
2 H 1631 | BOG | 05-C1 | 2.30 1.47 1.41
2 Y 1733 | BOG | O5-C1 | 2.30 1.47 1.41
2 M 1625 | BOG | O5-C1 | 2.30 1.47 1.41
2 B 1609 | BOG | 05-C1 2.30 1.47 1.41
2 2 1708 | BOG | 05-C1 2.30 1.47 1.41
2 A 1603 | BOG | 05-C1 | 2.30 1.47 1.41
2 G 1634 | BOG | O5-C1 2.29 1.47 1.41
2 3 1712 | BOG | 0O5-C1 2.29 1.47 1.41
2 T 1706 | BOG | O5-C1 | 2.29 1.47 1.41
2 N 1617 | BOG | 05-C1 | 2.28 1.47 1.41
2 B 1606 | BOG | 05-C1 2.28 1.47 1.41
2 G 1633 | BOG | 05-C1 | 2.27 1.47 1.41
2 C 1614 | BOG | 05-C1 | 2.27 1.47 1.41
2 U 1715 | BOG | 05-C1 | 2.27 1.47 1.41
2 3 1716 | BOG | O5-C1 | 2.27 1.47 1.41
2 D 1612 | BOG | 05-C1 | 2.23 1.47 1.41
2 L 1615 | BOG | 05-C1 2.20 1.47 1.41

All (7) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
2 N 1624 | BOG | C3-C2-C1’ | 3.40 130.03 113.58
2 K 1616 | BOG | C5-C4-C3" | 3.17 131.79 114.61
2 N 1624 | BOG | C4-C3-C2" | 3.17 131.74 114.61
2 K 1616 | BOG | C6’-Ch-C4’ | 3.17 131.74 114.61
2 3 1716 | BOG | C5-C4’-C3’ | 3.03 131.01 114.61
2 3 1716 | BOG | C6’-C5-C4” | 2.73 129.36 114.61
2 I 1601 | BOG | C1-C2’-C3’ | -2.52 108.80 114.46

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.


http://wwpdb.org/ValidationPDFNotes.html#h.cdia527f7fwo
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5.8 Polymer linkage issues

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

6.1 Protein, DNA and RNA chains (i)

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

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

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

6.3 Carbohydrates (i)

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

6.4 Ligands (i)

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

6.5 Other polymers (i)

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


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