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The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : NOT EXECUTED

EDS : NOT EXECUTED

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) :  trunk26865
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 2.80 A.

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

Metric Percentile Ranks Value
Clashscore 0 Il 26
Ramachandran outliers 0 I 3.2%
Sidechain outliers NN I I 6.5%
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 102246 2827 (2.80-2.80)
Ramachandran outliers 100387 2782 (2.80-2.80)
Sidechain outliers 100360 2784 (2.80-2.80)

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

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 275 50% 41% 8%
1 D 275 51% 40% 7% -
1 G 275 51% 41% 7% .-
2 B 99 52% 42% 6%
2 D) 99 49% 43% 7%

2 H 99 52% 41% 7%
3 C 640 5% 39% 5%

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

Mol | Chain | Length Quality of chain
3 F 640 56% 39% 5% -
3 1 640 58% 36% 5% «
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2  Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 24315 atoms, of which 0
are hydrogens and 0 are deuteriums.

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

atoms.

e Molecule 1 is a protein called HEMOCHROMATOSIS PROTEIN.

Mol

Chain

Residues

Atoms ZeroOcc | AltConf | Trace
1 A 272 E(Q)Zaél 14C24 3210 4C1)6 182 0 0 0
1 b 272 E(Q)Zaél 14CQ4 3210 4C1)6 182 0 0 0
1 G 272 E(Q)Zaél 14CQ4 3210 4C1)6 182 0 0 0
e Molecule 2 is a protein called BETA-2-MICROGLOBULIN.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 9 T802t1al 5(2]2 1§8 1(;8 g 0 0 0
2 £ 9 T802t1al 5(2]2 1§8 1(;8 :Sg 0 0 0
2 H 9 T802t1al 5(2]2 1§8 1(;8 g 0 0 0
e Molecule 3 is a protein called TRANSFERRIN RECEPTOR.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 © 635 gthaQI 32(;3 814\115 920 1S4 0 0 0
3 d 635 Ethan 32023 814\115 920 1S4 0 0 0
s 1 635 Egt;él 32(;3 814\115 951)0 1S4 0 0 0

e Molecule 4is SUGAR (N-ACETYL-D-GLUCOSAMINE) (three-letter code: NAG) (formula:
C8H15NO6).


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

Page 5 Full wwPDB X-ray Structure Validation Report 1DE4

06
OH
01 05 |
HO”,, P O . l....‘.\\.‘.\._\.-\_.\ Cc6
CiR)  C5(R)|
C2(R) C4(S)
N2 . C3(R)
; 04
AN OH
c8 7 O o 03
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
’ ¢ ! 14 8 1 5 0 0
Total C N O
’ F ! 4 8 1 5 0 0
Total C N O
: ! ! 14 8 1 5 0 0

e Molecule 5 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 I 1 Tofal (ia 0 0
5 C 1 Tofal Cla 0 0
5 F 1 Toltal Cla 0 0

e Molecule 6 is GLYCEROL (three-letter code: GOL) (formula: C3HgO3).
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Cc3
O Hos
c1 02
HO OH
01 02
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
6 G 1 6 3 3 0 0
e Molecule 7 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
7 C 4 4 4 0 0
Total O
7 F 2 5 5 0 0
Total O
7 I 3 3 3 0 0
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.

3 Residue-property plots (i)
o Molecule 1: HEMOCHROMATOSIS PROTEIN

Note EDS was not executed.

Page 7
Chain A:

€%S

0%a

8€d

LEA
9€d

1228

s

j14]
021

™
=
=

-
-
pE|

0 o
A m

S910

8974

GSTH

CSTI
T8
0SGTH
6714
8%1d

o%13
SPT1
445!

%IV

SETY
veETH
€ETM
2ela
TETT

821d

9¢Td
gcta

0T1d
QTTd

231
€111

Tr1E
0TTL

80TN
L01a

661
864

96T

Y6H

[ 43k

68H

~
©
£

984

084
6.0

0§TA

SHTH

LETN

S€TT

0g€cH
6ccd
8cecH
LgTH

sgea

8121

91Ty

p1eL

0t1ed
60CA

9021

[4u4s
1021

66TL
86TA
LBTS

Y6TA

Z6TH
T6TL

88TA

4981d
Y8TA

z81h

6LTA
8L1D

9L1D
SLT1

6971

991d

j2X4)
€LTA

0.2d

89¢d

99¢H

Y9cH
£9cd

192h

69CL

LSTYH

baca

7%

40%

=) )
II.* IIII.w II
a 0

51%

e Molecule 1: HEMOCHROMATOSIS PROTEIN

Chain D:

€La

0LY

190
998

LSI
9GH
§4s

€30
[4°1.}

674

oA
it

8ed
LEA
9ed

cea
TEA
0EX

©
LS
|

9cd
Scgd

14
021

918

ETN

81

9H

v9ca

082A

SHTH

6€Ta
8ETH

S€TT

+

8ccH
LTTH

eradd

8121

9TTH

vIcL
€1el

0t1ed
60TA

9021

70TH

[4u4s
T0ZT

66TL
86TA
LBTS

Y6TA

CT6TH
T6TL

88TA

S981d
¥8TA

T8Th

6LTA
8L1H

9L1D

vLTI
€LTA

0Lzd

89za

7%

41%

51%

e Molecule 1: HEMOCHROMATOSIS PROTEIN

Chain G:

zea
TEA

8CT

oTa
GaTd

j14)]
021

€TW

81

9H

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

1DE4

Full wwPDB X-ray Structure Validation Report

~
 mm o
=) -
= =]

Page 8

S910

89TY

S9TYH

E€TTX

TrE
OTTL

80N

961

Y6H

264

68H

s
E
)

8L
T8M
084
6.0
8LA

0STA

8¥%C1
LYTL

SHTH

6€2a

3

S€TT

0€zd

8ccd
LTTH

eradl

8121

9TTH

1L

01ed
60TA

Loz

cocy
T021

66TL
86TA
LBTS

Y6TA

C6TH
T6TL

88TA

98T1d
Y8TA

BETA-2-MICROGLOBULIN

28th

6LTA
8L1D

9LTD
SLT1

6971

9917d

j2xan
€LTA

0.2d

892a

992H

¥9CH
£9zd

1920

6GTL

LSTY

ot

e Molecule 2

6%

S NEEO O H A
ER™R 3% &
BHp <Om>

42%

52%

© N [v] 0 © N~
— o N (] M M m
(5] ) © ©n H K>

Chain B

693
89L

991

294
198

9G4

791
€90

TSH

o - Nm
O Ao
|

~ [
@ =)
~ =

S6M
P63
€6A
06d

€8N

BETA-2-MICROGLOBULIN

e Molecule 2

7%

43%

49%

Chain E

6LV

62D

(44

o1d
S1v
¥1d
€TH
(411

OT&

-
10 @ ~
a H

L

I

661

BETA-2-MICROGLOBULIN

e Molecule 2

7%

-
g
I[-‘

41%

52%

Chain H

08D

P91
£6a

TSH

ShH
va

071
6€T

LEA

() 0 ©
] ™ M
7] H o

62D

(44}

91d
STV

€TH

S6M
641

06d

€8N
Z8A

TRANSFERRIN RECEPTOR

e Molecule 3

5%

39%

55%

Chain C:

YTIN

2Tl

99T3 87EN
992V | uped
v9T4d 9ved

YETH | 60k
I 80€d

zeeT | so0sa

T€TA 90€D

1 9621

©
-
I
a.

| eten €62V

20TI (k4

661S 89CA
861N L9TY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



1DE4

Full wwPDB X-ray Structure Validation Report

Page 9

TO7A

eisid

bLed
E€LEA
CTLEN

0Les

LOEL
99€EA

09ea

p9ed

1

osged
6%EN

9994

€99A

TS9d

89S

¥Pad
£%9d

TSy
0%9Y

£e9d

TESN

62SY
8TSM

ozsh
619D
8T19L
LTSA

STSH
458

1150

L0893
9081

081
TOST

867V
L6%S
96%A
S6%4
v6%d
€67
£8%N
6.%4
9L%T

YLv1
€L¥S

OL%R

L9%T

0%90

L

SEIN

Te9I

6294
8TOK

9TON
S291

CTOA

61971

+

C193
TT9%

809N

€09H

0091

66S1
869A

968b
S69D

£63GA
2694

065V

999D

9GLI

3

ceLa

LyLN

ceLd
TeLd

6TLL
8z.Ld

oTLd

eTLN
LN
T2Ll

8TLT

9TL1
STLN

€TL1
TTL1
TTLY
0TLd
60L71

LOLH

S0LD

TOLM
T0Ld

669H
269d
1695
0697
2893
0L9A
199a

999L
S99

LS9OL
9991

372208

TRANSFERRIN RECEPTOR

e Molecule 3

5% o

39%

56%

Chain F

0671

88TA

3

€874

T8TA

6.L1S
8L11

ZA% S

Ll

TLTD

89TA
L9711
99TV
9971

€973

L

191N
091h

3

¥91d

TSTA
TSTS

6%13
8YIN
PAAY)

TPIL

SETT
vETA

6CTY

9T1a
ST1a

2Tl

LLTI
9LTY

1

.21

TLTE
89CTA
L9TY
99¢d
S9TY
€921

8GcH

9621

3

v9cI
€4CS

0S2A

a4
€¥cd

T9TAH

6€TL
8€TH

9€TN
qeTy
YECH
TeTT
TeeH
0€TH
LTTL

€ees
TTTA

91cd

vica
€1TA
(414
TICL

6021

L02TH
902N

voca

L9EL
99€A

09ea

bged
€680

6YEN
8YEN

oved
SYET
4%

6E€€Y

seged
YEEN
€ged
zEET
TEEN

9TES

vces
£2ed

1ced

91€4

£1€d

11€d
0TEL

90€D
SOEL

COEH
662D

86cd

S621

€62V

0621

¥8ca

6.LTA
8.2H

87N

6L%4

PLYT
e€L¥S

0L%R
L9%1
T9%A
88%4
el )
¥9vS
€97M
8Y¥I
LY¥%S
ovvY

[0)74408

9ETH
SEVA

€€%d
CEVH

62%1
8THA

61%S

¥Tvd
€T¥D

60%4

[ 4029

06€d
68€1

L8€T
98€1

8LES

bLeN
ELEA
TLEN

0LesS

€LSK
CTLSL
TLSa
04SN

6993

+

1884
969D
9694

£4GA

199d

8%4s

¥vaed
£%9d

TPSY
0%SV

1180
0TSH

1

LS9L
9691

£%91

THOM
079

SEOW

[43:)8

6294

€639A

068V

98GA

8GN
€891

189d
08SI
6194

epetc

9G.LI

-

csla

LyLN

0v.LM

ceLd

6CLL
8C.L3

9T.L4

e€TLN

TRANSFERRIN RECEPTOR

e Molecule 3

5% o

36%

58%

Chain I

6671S
86TN

S671S
v61a
€67y
Z6TA
1670
0671

88TA

1

98TH

€874

T8TA

6L1S
8L11

FZA% S

TLTD

89TA
L9711
99TV
G971

€973

T9TY
091h

3

$91d

TSTA
TSTS

6%13
8%IN
LPTT

TPIL

SETT
PETA

62TY

9¢1a

sT1a
YTIN

2T

6.LTA
8.LTH
LTI
9LTY

LT
89CA
L9TY
99¢d
S9TY
€9l
8GcH

vacI
£4CS

0STA

Ll

£¥cd

TheH
obeH
6€TL
8€TH

9€TN
SeTy
YECH

2eTT

TeeH

0€TH

LTTL

€TTS
(4449

91¢d

v1ca
E€TTA

TICA

6021

L0TH
90CN

€0TA
2021

0LES

L9EL
99€A

09ea

vGed

0Ged

6%EN
8YEN

oved
SPeT

6€€Y

91€ed

€1ed

TTEd
0TEL

90€D
SO0EL

COEH
662D

86cd

9621

€62V

0621

8ca

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



1DE4

Full wwPDB X-ray Structure Validation Report

Page 10

867V
L6YS
96%A
S67
v6%d
£6%N
£8%N
6.%4
254
0L%A
L9%T
TO7A
8974
eisid 4
va¥s
€97M

8Y¥PI
LY%S

155474

0%%a

6ETN

SEYa

CEWH

8THY

61%S

Y1¥d
€T%D

6074

14029

06€4d
68€1

98€1

8LES

vLEN

TLEN

783N
€891

08SI
6.94

S.93

€LSK
TLSL
TLSQ
0LSKH

64693

+

L6894
999D
9994

€99A

T99d

89S

vv9d
£%9d

Ty
0%9v

£egd

TOST

0691

T893

0L9A

L990a
999L

L89L
9691

EY9%

0%90

L

SEIN

2e91

6294
8TOK

9TON
S291

€29
CTOA

6791

+

C193
TT9%

809N

€09H

0091

66G1
869A

o [ I T o)
o QDD DD
0 0 0 10 O O
< H>< oo

989A

9GLI

€GLA
26.La

LyLN

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 11

Full wwPDB X-ray Structure Validation Report

4 Data and refinement statistics (i)

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

Property Value Source
Space group Cl121 Depositor
Cell constants 110.40A 144.40A 327.10A .
Depositor
a, b, c,a, 3,7 90.00° 93.60° 90.00°
Resolution (A) 30.00 - 2.80 Depositor
7 Data completencss 94.3 (30.00-2.80) Depositor
(in resolution range)
Rinerge 0.07 Depositor
Raym (Not available) Depositor
Refinement program CNS 0.5 Depositor
R, Rree 0.231 , 0.265 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 24315 wwPDB-VP
Average B, all atoms (A2) 66.0 wwPDB-VP



http://wwpdb.org/validation/2016/XrayValidationReportHelp#data_stats
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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: GOL,
CA, NAG

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

. Bond lengths Bond angles

Mol | Chain | p\1q7 #é\ >5 | RMSZ #é\ >5

1 A 0.34 0/2310 0.60 0/3143

1 D 0.34 0/2310 0.60 0/3143

1 G 0.35 0/2310 0.60 0/3143

2 B 0.33 0/844 0.56 0/1144

2 E 0.34 0/844 0.56 0/1144

2 H 0.33 0/844 0.56 0/1144

3 C 0.40 0/5142 0.65 2/6973 (0.0%)

3 F 0.40 0/5142 0.65 1/6973 (0.0%)

3 I 0.43 0/5142 0.66 2/6973 (0.0%)
All All 0.38 | 0/24888 | 0.63 | 5/33780 (0.0%)

There are no bond length outliers.

All (5) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
3 C 557 | PHE N-CA-C | -6.66 93.01 111.00
3 F 557 | PHE N-CA-C | -6.58 93.23 111.00
3 I 557 | PHE N-CA-C | -6.44 93.61 111.00
3 C 363 | CYS | CA-CB-SG | 5.07 123.13 114.00
3 I 363 | CYS | CA-CB-SG | 5.03 123.05 114.00

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry
http://wwpdb.org/validation/2016/XrayValidationReportHelp#close_contacts
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atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2242 0 2126 136 0
1 D 2242 0 2126 139 0
1 G 2242 0 2126 133 0
2 B 821 0 772 o1 0
2 E 821 0 772 95 0
2 H 821 0 772 50 0
3 C 5022 0 4965 253 0
3 F 5022 0 4965 250 0
3 I 5022 0 4965 238 0
4 C 14 0 13 0 0
4 F 14 0 13 0 0
4 I 14 0 13 0 0
3 C 1 0 0 0 0
d F 1 0 0 0 0
3 I 1 0 0 0 0
6 G 6 0 8 3 0
7 C 4 0 0 0 0
7 F 2 0 0 0 0
7 I 3 0 0 0 0

All All 24315 0 23636 1231 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 26.

All (1231) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.
Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:C:708:THR:HG22 3:C:7T11:ALA:H 1.18 1.09
3:C:708: THR:HG23 | 3:C:710:PRO:HD2 1.29 1.08
3:I:708: THR:HG23 3:1:710:PRO:HD2 1.29 1.07
3:F:708: THR:HG23 | 3:F:710:PRO:HD2 1.31 1.04
3:I:708: THR:HG22 3:I:711:ALA:H 1.18 1.03
3:F:708: THR:HG22 3:F:711:ALA:H 1.19 1.02
3:1:493:ASN:HD22 3:1:495:LYS:HZ1 1.03 1.00
3:1:539:ASN:HD22 3:I:541:ALA:H 1.11 0.99
3:C:493:ASN:HD22 3:C:495:LYS:HZ1 1.05 0.97
3:C:539:ASN:HD22 3:C:541:ALA:H 1.10 0.96
1:A:146:GLU:HG2 | 3:C:640:GLN:HE21 1.31 0.96
3:F:239:THR:HG22 3:F:241:LYS:H 1.32 0.95

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

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

3:F:515:HIS:HD2 3:F:517:VAL:H 1.14 0.95
3:F:539:ASN:HD22 3:F:541:ALA:H 1.14 0.95
3:C:515:HIS:HD2 3:C:517:VAL:H 1.12 0.94
1:D:22:LEU:HD12 | 3:F:619:LEU:HD23 1.48 0.94
3:F:493:ASN:HD22 3:F:495:LYS:HZ1 1.04 0.93
3:1:202:ILE:HB 3:I:211:TYR:HB2 1.50 0.93
1:D:202:ARG:HE 2:E:99:MET:HG2 1.33 0.92
3:1:239: THR:HG22 3:1:241:LYS:H 1.35 0.91
3:1:515:HIS:HD?2 3:1:517:VAL:H 1.14 0.91
3:C:239:THR:HG22 3:C:241:LYS:H 1.35 0.91
3:1:204:ASP:O 3:1:206:ASN:N 2.05 0.90
1:G:146:GLU:HG2 | 3:1:640:GLN:HE21 1.37 0.88
3:C:664:GLU:CD 3:C:664:GLU:H 1.80 0.85
2:E:31:HIS:HB3 2:E:32:PRO:HD3 1.58 0.85
2:B:31:HIS:HB3 2:B:32:PRO:HD3 1.57 0.84
2:H:31:HIS:HB3 2:H:32:PRO:HD3 1.59 0.84
3:F:664:GLU:H 3:F:664:GLU:CD 1.80 0.83
3:I:708: THR:HG23 3:I:710:PRO:CD 2.09 0.83
3:C:386:ILE:HG23 3:C:454:SER:HB3 1.61 0.83
1:A:146:GLU:HG2 3:C:640:GLN:NE2 1.95 0.82
3:1:664:GLU:H 3:1:664:GLU:CD 1.83 0.81
3:F:386:1LE:HG23 3:F:454:SER:HB3 1.60 0.81
3:C:239: THR:HB 3:C:242:ASP:0OD1 1.81 0.80
3:C:655:ARG:HH11 | 3:C:655:ARG:HB2 1.45 0.80
3:C:153:VAL:HG23 | 3:C:154:PRO:HD2 1.64 0.80
3:F:655:ARG:HB2 | 3:F:655:ARG:HH11 1.44 0.80
3:C:708: THR:HG23 | 3:C:710:PRO:CD 2.10 0.80
3:C:515:HIS:CD2 3:C:517:VAL:H 1.99 0.80
2:E:79:ALA:HB2 2:E:94:LYS:HA 1.63 0.80
1:G:57:ILE:HA 1:G:175:LEU:HD21 1.64 0.80
1:D:206:LEU:HD11 2:E:14:PRO:HD3 1.62 0.79
2:H:79:ALA:HB2 2:H:94:LYS:HA 1.64 0.79
2:B:79:ALA:HB2 2:B:94:LYS:HA 1.63 0.79
3:1:386:ILE:HG23 3:1:454:SER:HB3 1.62 0.79
3:1:153: VAL:HG23 3:1:154:PRO:HD2 1.64 0.79
3:1:539:ASN:ND2 3:I:541:ALA:H 1.81 0.79
3:F:708: THR:HG23 3:F:710:PRO:CD 2.11 0.79
1:G:26:GLU:HG3 1:G:41:HIS:ND1 1.98 0.79
3:1:239: THR:HB 3:1:242:ASP:OD1 1.83 0.78
1:G:36:PHE:HB2 1:G:53:VAL:HG11 1.65 0.78
1:D:26:GLU:HG3 1:D:41:HIS:ND1 1.97 0.78
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

3:F:153:VAL:HG23 | 3:F:154:PRO:HD2 1.64 0.78
3:C:539:ASN:ND2 3:C:541:ALA:H 1.82 0.77
3:F:239: THR:HB 3:F:242:ASP:0OD1 1.84 0.77
1:A:57ILE:HA 1:A:175:LEU:HD21 1.65 0.77
1:D:22:LEU:HD12 3:F:619:LEU:CD2 2.14 0.77
1:A:36:PHE:HB2 1:A:53:VAL:HG11 1.66 0.77
1:D:36:PHE:HB2 1:D:53:VAL:HG11 1.65 0.77
1:A:26:GLU:HG3 1:A:41:HIS:ND1 2.00 0.77
3:I:655:ARG:HH11 3:1:655:ARG:HB2 1.47 0.76
1:D:202:ARG:NE 2:E:99:MET:HG2 2.01 0.76
3:1:209:LEU:HD12 3:1:210: VAL:H 1.49 0.76
1:G:146:GLU:HG2 3:1:640: GLN:NE2 2.01 0.76
3:F:515:HIS:CD2 3:F:517:VAL:H 2.02 0.76
1:D:198:VAL:HA 1:D:252:PRO:HG3 1.67 0.76
1:G:56:ARG:O 1:G:175:LEU:HD11 1.85 0.76
6:G:309:GOL:H32 3:1:646:ARG:HH?21 1.51 0.76
1:D:145:LEU:HD22 | 1:D:149:ARG:NH2 2.01 0.76
1:D:268:ASP:HB2 | 1:D:269:GLN:HE21 1.51 0.75
1:D:259:THR:HG22 | 1:D:274:.ILE:HG22 1.67 0.75
1:D:57:ILE:HA 1:D:175:LEU:HD21 1.66 0.75
3:F:495:LYS:HD3 3:F:558:CYS:SG 2.27 0.75
1:G:259:THR:HG22 | 1:G:274:ILE:HG22 1.68 0.75
1:A:268:ASP:HB2 | 1:A:269:GLN:HE21 1.52 0.75
3:F:539:ASN:ND2 3:F:541:ALA:H 1.84 0.75
1:A:259: THR:HG22 | 1:A:274:ILE:HG22 1.69 0.75
1:G:268:ASP:HB2 | 1:G:269:GLN:HE21 1.51 0.75
3:F:655:ARG:CB 3:F:655:ARG:HH11 1.99 0.74
1:G:165:CYS:HB3 1:G:166:PRO:HD3 1.69 0.74
1:A:202:ARG:HE 2:B:99:MET:HG2 1.50 0.74
1:D:56:ARG:O 1:D:175:LEU:HD11 1.86 0.74
1:D:146:GLU:HG2 | 3:F:640:GLN:HE21 1.52 0.74
1:D:207:ASN:HD21 2:E:13:HIS:CD2 2.04 0.74
3:C:202:ILE:HB 3:C:211:TYR:HB2 1.68 0.74
1:D:21:GLY:C 1:D:22:LEU:HD23 2.08 0.74
3:1:515:HIS:CD2 3:1:517:VAL:H 2.02 0.74
2:E:19:LYS:HD?2 2:E:19:LYS:N 2.03 0.74
1:G:21:GLY:C 1:G:22:.LEU:HD23 2.08 0.73
2:B:19:LYS:N 2:B:19:LYS:HD?2 2.03 0.73
3:1:210: VAL:HG12 3:I:211:TYR:HD1 1.54 0.73
1:A:20:LEU:HD13 1:A:20:LEU:O 1.89 0.73
1:D:165:CYS:HB3 1:D:166:PRO:HD3 1.69 0.73
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

3:1:655:ARG:HH11 3:1:655:ARG:CB 2.01 0.73
3:C:655:ARG:HH11 3:C:655:ARG:CB 2.01 0.73
1:A:198:VAL:HA 1:A:252:PRO:HG3 1.70 0.73
1:G:145:LEU:HD22 | 1:G:149:ARG:NH2 2.03 0.73
3:F:263: THR:HG22 3:F:265:ALA:N 2.04 0.72
3:C:495:LYS:HD3 3:C:558:CYS:SG 2.29 0.72
1:G:18:GLN:O 1:G:19:ASP:HB2 1.89 0.72
2:H:19:LYS:HD?2 2:H:19:LYS:N 2.05 0.72
3:1:428:LYS:HA 3:1:428:LYS:HE2 1.71 0.72
1:D:206:LEU:CD1 2:E:14:PRO:HD3 2.19 0.72
1:D:25:PHE:O 1:D:44:ARG:NH1 2.23 0.72
3:1:263: THR:HG22 3:1:265:ALA:N 2.05 0.72
3:F:428:LYS:HA 3:F:428:LYS:HE?2 1.71 0.72
3:C:153:VAL:HG23 3:C:161:LYS:HE3 1.72 0.72
1:A:21:GLY:C 1:A:22:LEU:HD23 2.08 0.72
1:D:18:GLN:O 1:D:19:ASP:HB2 1.90 0.72
3:1:495:LYS:HD3 3:I:558:CYS:SG 2.29 0.71
3:C:122:LEU:O 3:C:123:TYR:HB2 1.90 0.71
3:F:635:MET:CE 3:F:728:GLU:HG3 2.20 0.71
1:A:56:ARG:O 1:A:175:LEU:HD11 1.90 0.71
3:C:497:SER:HB3 | 3:C:535:LEU:HD13 1.71 0.71
1:D:194:VAL:HG22 | 1:D:199: THR:HG23 1.73 0.71
3:I:705:GLY:O 3:I:708: THR:HB 1.90 0.71
1:G:198:VAL:HA 1:G:252:PRO:HG3 1.73 0.71
1:G:20:LEU:O 1:G:20:LEU:HD13 1.91 0.71
3:C:263: THR:HG22 3:C:265:ALA:N 2.05 0.71
1:G:202:ARG:HE 2:H:99:MET:HG2 1.54 0.71
3:C:211:TYR:O 3:C:212:LEU:HB3 1.91 0.71
3:F:153:VAL:HG23 3:F:161:LYS:HE3 1.72 0.71
1:A:18:GLN:O 1:A:19:ASP:HB2 1.89 0.71
3:C:428:LYS:HE?2 3:C:428:LYS:HA 1.73 0.71
1:A:202:ARG:NE 2:B:99:MET:HG2 2.05 0.70
1:D:20:LEU:O 1:D:20:LEU:HD13 1.91 0.70
3:C:705:GLY:O 3:C:708: THR:HB 1.90 0.70
3:F:239:THR:HG22 3:F:241:LYS:N 2.04 0.70
1:G:150:HIS:HD2 1:G:153:ARG:H 1.40 0.70
1:G:150:HIS:CD2 1:G:152:ILE:HB 2.26 0.70
1:A:165:CYS:HB3 1:A:166:PRO:HD3 1.71 0.70
1:A:194:VAL:HG22 | 1:A:199: THR:HG23 1.73 0.70
3:1:497:SER:HB3 3:1:535:LEU:HD13 1.72 0.70
3:1:122:LEU:O 3:I:123: TYR:HB2 1.91 0.70
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Atom-1 Atom-2 distance (A) | overlap (A)
1:D:150:HIS:HD2 1:D:153:ARG:H 1.38 0.70
3:C:635:-MET:CE 3:C:728:GLU:HG3 2.22 0.70
1:D:28:LEU:HD23 1:D:38:PHE:HD1 1.56 0.70
3:F:122:LEU:O 3:F:123: TYR:HB2 1.92 0.70
1:G:50: THR:O 1:G:53:VAL:HG22 1.91 0.69
3:F:306:GLY:HA2 3:F:461:VAL:HA 1.75 0.69
3:C:239:THR:HG22 3:C:241:LYS:N 2.08 0.69
3:1:306:GLY:HA2 3:1:461: VAL:HA 1.73 0.69
2:E:39:LEU:HD23 2:E:80:CYS:HB3 1.75 0.69
1:D:50: THR:O 1:D:53:VAL:HG22 1.92 0.69
1:A:145:LEU:HD22 | 1:A:149:ARG:NH2 2.08 0.69
3:C:626:ASN:HA 3:C:629:ARG:HG3 1.75 0.69
3:C:206:ASN:C 3:C:206:ASN:HD22 1.94 0.69
3:1:153: VAL:HG23 3:I:161:LYS:HE3 1.74 0.68
1:A:50:THR:O 1:A:53:VAL:HG22 1.93 0.68
1:D:185:PRO:HB3 1:D:266:GLY:O 1.93 0.68
3:F:497:SER:HB3 3:F:535:LEU:HD13 1.76 0.68
3:1:239: THR:HG22 3:1:241:LYS:N 2.06 0.68
2:H:31:HIS:O 2:H:33:SER:N 2.26 0.68
1:D:52: TRP:O 1:D:56:ARG:HB2 1.93 0.68
3:F:626:ASN:HA 3:F:629:ARG:HG3 1.74 0.68
1:G:194:VAL:HG22 | 1:G:199:THR:HG23 1.74 0.68
1:A:22:LEU:HD12 | 3:C:619:LEU:HD23 1.75 0.68
3:C:153:VAL:HB 3:C:154:PRO:HD3 1.76 0.68
3:C:753:VAL:HG13 3:F:473:SER:HB3 1.74 0.68
1:A:198:VAL:HG22 1:A:199:THR:N 2.09 0.68
2:H:39:LEU:HD23 2:H:80:CYS:HB3 1.75 0.68
1:D:198:VAL:HG22 1:D:199: THR:N 2.09 0.68
3:C:306:GLY:HA?2 3:C:461:VAL:HA 1.74 0.68
3:C:600:LYS:HD2 3:C:608:ASN:ND2 2.09 0.68
2:B:39:LEU:HD23 2:B:80:CYS:HB3 1.75 0.68
3:1:626:ASN:HA 3:1:629:ARG:HG3 1.76 0.68
2:E:31:HIS:O 2:E:33:SER:N 2.26 0.68
1:G:202:ARG:NE 2:H:99:MET:HG2 2.09 0.68
1:G:185:PRO:HB3 1:G:266:GLY:O 1.93 0.68
3:C:708: THR:CG2 3:C:7T11:ALA:H 2.02 0.67
3:F:153:VAL:HB 3:F:154:PRO:HD3 1.75 0.67
3:F:213:VAL:HG11 | 3:F:345:LEU:HD22 1.74 0.67
3:F:600:LYS:HD2 3:F:608:ASN:ND2 2.09 0.67
3:F:705:GLY:O 3:F:708: THR:HB 1.93 0.67
3:C:718:LEU:HD13 | 3:C:725:ALA:HB1 1.75 0.67
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Atom-1 Atom-2 distance (A) | overlap (A)
3:1:402: TYR:HB3 3:1:447:SER:HB?2 1.76 0.67
3:F:236:ASN:HB3 3:F:242:ASP:0D2 1.93 0.67
1:G:52: TRP:O 1:G:56:ARG:HB2 1.93 0.67
3:F:718:LEU:HD13 | 3:F:725:ALA:HB1 1.77 0.67
3:C:539:ASN:HD22 3:C:541:ALA:N 1.91 0.67
3:F:188:VAL:HG21 | 3:F:386:ILE:HD11 1.76 0.67
1:D:150:HIS:CD2 1:D:152:ILE:HB 2.29 0.67
3:1:470: TYR:O 3:1:474.LEU:HD13 1.94 0.67
3:1:497:SER:HB3 3:1:535:LEU:CD1 2.23 0.67
3:F:198:ASN:HD21 3:F:378:SER:H 1.42 0.67
1:A:133: TRP:O 1:A:144:LYS:HE2 1.95 0.67
3:F:708: THR:CG2 3:F:711:ALA:H 2.02 0.67
3:F:498:ALA:HB2 | 3:F:553:VAL:HG23 1.76 0.67
3:1:213:VAL:HG11 3:1:345:LEU:HD22 1.75 0.67
1:D:133:TRP:O 1:D:144:LYS:HE2 1.95 0.67
1:A:28:LEU:HD23 1:A:38:PHE:HD1 1.59 0.67
3:C:263: THR:HG22 3:C:265:ALA:H 1.59 0.67
1:A:150:HIS:CD2 1:A:152:ILE:HB 2.29 0.67
3:1:236:ASN:HB3 3:1:242: ASP:OD2 1.95 0.67
2:B:31:HIS:O 2:B:33:SER:N 2.28 0.67
3:C:188:VAL:HG21 | 3:C:386:ILE:HD11 1.77 0.67
3:C:402:TYR:HB3 3:C:447:SER:HB2 1.77 0.67
1:A:4:ARG:N 1:A:4:ARG:HD3 2.10 0.67
2:H:31:HIS:O 2:H:32:PRO:C 2.34 0.66
1:G:25:PHE:O 1:G:44:ARG:NH1 2.27 0.66
3:C:198:ASN:ND2 3:C:378:SER:H 1.93 0.66
1:D:4:ARG:HD3 1:D:4:ARG:N 2.10 0.66
3:C:236:ASN:HB3 3:C:242:ASP:0OD2 1.95 0.66
3:F:402: TYR:HB3 3:F:447:SER:HB2 1.76 0.66
3:C:470:TYR:O 3:C:474:LEU:HD13 1.96 0.66
3:I:153: VAL:HB 3:1:154:PRO:HD3 1.76 0.66
3:F:263: THR:HG22 3:F:265:ALA:H 1.60 0.66
3:C:635:-MET:HE2 | 3:C:728:GLU:HG3 1.76 0.66
3:F:198:ASN:ND2 3:F:378:SER:H 1.92 0.66
3:I:718:LEU:HD13 3:1:725:ALA:HB1 1.78 0.66
1:G:198:VAL:HG22 1:G:199:THR:N 2.10 0.66
3:F:540:ALA:O 3:F:543:PRO:HD2 1.94 0.66
3:C:236:ASN:C 3:C:238:GLY:H 1.99 0.66
1:A:52:TRP:O 1:A:56:ARG:HB2 1.96 0.66
1:A:150:HIS:HD2 1:A:153:ARG:H 1.41 0.66
3:1:699:HIS:HD?2 3:I:702: TRP:H 1.43 0.66
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Atom-1 Atom-2 distance (A) | overlap (A)
1:G:4:ARG:HD3 1:G:4:ARG:N 2.11 0.66
3:F:236:ASN:C 3:F:238:GLY:H 1.99 0.66
3:C:297:PHE:O 3:C:336: THR:HG21 1.96 0.66
3:1:493:ASN:ND2 3:1:495:LYS:HZ1 1.87 0.66
3:1:345:LEU:HB3 3:1:349:MET:HE2 1.78 0.66
1:D:214:THR:HB 1:D:263:GLU:HB2 1.77 0.66
1:A:214:THR:HB 1:A:263:GLU:HB2 1.78 0.66
3:F:297:PHE:O 3:F:336: THR:HG21 1.96 0.66
1:G:225:ASP:0OD2 1:G:227:LYS:HB3 1.96 0.66
1:D:28:LEU:CD2 1:D:38:PHE:HD1 2.09 0.65
3:1:708: THR:CG2 3:I:711:ALA:H 2.02 0.65
3:C:323:PRO:HG3 | 3:F:729: THR:HG22 1.76 0.65
3:F:635:MET:HE?2 3:F:728:GLU:HG3 1.76 0.65
1:A:185:PRO:HB3 1:A:266:GLY:O 1.96 0.65
1:D:225:ASP:0OD2 1:D:227:LYS:HB3 1.95 0.65
3:C:198:ASN:HD21 3:C:378:SER:H 1.42 0.65
3:C:497:SER:HB3 3:C:535:LEU:CD1 2.27 0.65
3:1:635:-MET:CE 3:I:728:GLU:HG3 2.26 0.65
3:1:198:ASN:ND2 3:1:378:SER:H 1.93 0.65
3:F:699:HIS:HD2 3:F:702: TRP:H 1.45 0.65
1:A:28:LEU:CD2 1:A:38:PHE:HD1 2.10 0.65
3:1:498:ALA:HB2 3:1:553:VAL:HG23 1.79 0.65
1:A:67:GLN:HE22 3:C:657:-THR:HB 1.62 0.65
3:1:600:LYS:HD?2 3:I:608:ASN:ND2 2.11 0.65
3:C:699:HIS:HD2 3:C:702:TRP:H 1.45 0.65
3:1:297:PHE:O 3:1:336: THR:HG21 1.96 0.65
2:B:33:SER:HB2 2:B:54:LEU:HD21 1.79 0.65
3:1:205:LYS:HE3 3:1:370:SER:HA 1.79 0.65
3:C:278:GLY:HA?2 3:C:333:PRO:O 1.97 0.65
1:A:225:ASP:0OD2 1:A:227:LYS:HB3 1.97 0.64
2:H:33:SER:HB2 2:H:54:LEU:HD21 1.78 0.64
2:B:31:HIS:O 2:B:32:PRO:C 2.35 0.64
2:B:31:HIS:HB3 2:B:32:PRO:CD 2.28 0.64
1:G:214:THR:HB 1:G:263:GLU:HB2 1.78 0.64
3:F:470:TYR:O 3:F:474:LEU:HD13 1.98 0.64
3:1:278:GLY:HA?2 3:1:333:PRO:O 1.97 0.64
3:1:236:ASN:C 3:1:238:GLY:H 1.99 0.64
3:F:497:.SER:HB3 3:F:535:LEU:CD1 2.27 0.64
1:G:28:LEU:HD23 1:G:38:PHE:HD1 1.62 0.64
6:G:309:GOL:H32 3:1:646:ARG:NH2 2.12 0.64
3:C:213:VAL:HGI11 | 3:C:345:LEU:HD22 1.78 0.64

Continued on next page...



Page 20

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
3:F:575:GLU:O 3:F:579:ARG:HG3 1.98 0.64
3:1:635:-MET:HE2 3:I:728:GLU:HG3 1.80 0.64
3:C:345:LEU:HB3 3:C:349:MET:HE2 1.79 0.63
3:C:498:ALA:HB2 | 3:C:553:VAL:HG23 1.78 0.63
3:F:278:GLY:HA2 3:F:333:PRO:O 1.97 0.63
3:F:345:LEU:HB3 3:F:349:MET:-HE?2 1.79 0.63
2:E:31:HIS:O 2:E:32:PRO:C 2.35 0.63
3:1:198:ASN:HD21 3:1:378:SER:H 1.45 0.63
1:D:145:LEU:HD22 | 1:D:149:ARG:HH22 1.64 0.63
1:G:28:LEU:CD2 1:G:38:PHE:HD1 2.10 0.63
3:1:155:ARG:HD2 3:1:409:ARG:O 1.98 0.62
1:A:132:ASP:HB2 1:A:148:GLU:OE2 1.98 0.62
3:F:204:ASP:O 3:F:206:ASN:N 2.32 0.62
1:G:133: TRP:O 1:G:144:LYS:HE?2 1.98 0.62
2:E:31:HIS:HB3 2:E:32:PRO:CD 2.28 0.62
2:E:71ILE:HD12 2:E:7:ILE:H 1.64 0.62
3:1:188:VAL:HG21 3:1:386:1LE:HD11 1.81 0.62
3:1:667:ASP:HB3 3:1:670: VAL:HG12 1.81 0.62
1:A:25:PHE:O 1:A:44:ARG:NH1 2.29 0.62
3:F:319:THR:HG22 3:F:321:PHE:H 1.64 0.62
1:G:218:LEU:HB2 1:G:259:THR:OG1 2.00 0.62
3:1:192: VAL:HG12 3:1:193:LYS:N 2.15 0.62
3:I:153: VAL:HB 3:I:154:PRO:CD 2.30 0.62
3:I:263: THR:HG22 3:1:265:ALA:H 1.63 0.62
3:F:192:VAL:HG12 3:F:193:LYS:N 2.15 0.62
3:F:258:ARG:HD2 3:F:284:ASP:OD1 2.00 0.61
3:1:618:LEU:HD13 3:I:701:PHE:HZ 1.65 0.61
1:G:132:ASP:HB2 1:G:148:GLU:OE2 2.00 0.61
1:D:74:HIS:HB3 3:F:646:ARG:NH1 2.14 0.61
1:D:236:PRO:HG2 2:E:65:LEU:HD22 1.82 0.61
3:F:302:HIS:HE1 3:F:326:SER:OG 1.83 0.61
2:H:31:HIS:HB3 2:H:32:PRO:CD 2.30 0.61
3:C:263: THR:HB 3:C:266:GLU:HG3 1.82 0.61
1:D:132:ASP:HB2 1:D:148:GLU:OE2 2.00 0.61
2:H:16:GLU:HG2 2:H:19:LYS:HD3 1.82 0.61
2:B:7:ILE:H 2:B:7:ILE:HD12 1.66 0.61
3:C:575:GLU:O 3:C:579:ARG:HG3 1.99 0.61
3:C:590:ALA:O 3:C:593:VAL:HG22 2.01 0.61
3:F:618:LEU:HD13 3:F:701:PHE:HZ 1.66 0.61
3:C:153:VAL:HB 3:C:154:PRO:CD 2.30 0.61
3:C:192:VAL:HG12 3:C:193:LYS:N 2.15 0.61
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Atom-1 Atom-2 distance (A) | overlap (A)
3:C:155:ARG:HD2 3:C:409:ARG:O 2.00 0.61
3:F:539:ASN:HD22 3:F:541:ALA:N 1.93 0.60
3:1:203: VAL:HG11 3:1:207:GLY:HA?2 1.81 0.60
2:E:33:SER:HB2 2:E:54:LEU:HD21 1.81 0.60
3:F:209:LEU:HD12 3:F:210:VAL:H 1.65 0.60
2:E:79:ALA:CB 2:E:94:LYS:HA 2.31 0.60
2:H:79:ALA:CB 2:H:94:LYS:HA 2.31 0.60
3:F:153:VAL:HB 3:F:154:PRO:CD 2.30 0.60
3:F:618:LEU:CD1 3:F:701:PHE:HZ 2.14 0.60
3:C:319:THR:HG22 3:C:321:PHE:H 1.66 0.60
3:I:319: THR:HG22 3:1:321:PHE:H 1.66 0.60
1:D:218:LEU:HB2 1:D:259:THR:OG1 2.02 0.60
3:C:155:ARG:HH12 | 3:C:419:SER:HB3 1.66 0.60
3:1:501:LEU:HD23 3:1:611:TYR:HA 1.83 0.60
1:G:43:SER:O 1:G:45:ARG:N 2.35 0.60
3:C:611:TYR:CZ 3:C:656:LEU:HD23 2.37 0.60
2:E:71ILE:HD12 2:E:7:ILE:N 2.16 0.60
3:1:590:ALA:O 3:1:593: VAL:HG22 2.02 0.60
1:A:43:SER:O 1:A:45:ARG:N 2.35 0.60
3:F:611:TYR:CZ 3:F:656:LEU:HD23 2.36 0.60
3:F:667:ASP:HB3 | 3:F:670:VAL:HG12 1.83 0.60
3:1:540:ALA:O 3:1:543:PRO:HD2 2.02 0.60
3:C:386:ILE:CG2 3:C:454:SER:HB3 2.32 0.59
3:1:258:ARG:HD2 3:1:284:ASP:OD1 2.02 0.59
3:C:540:ALA:O 3:C:543:PRO:HD2 2.02 0.59
3:C:174:ARG:HG2 | 3:C:174:ARG:HH11 1.67 0.59
2:B:16:GLU:HG2 2:B:19:LYS:HD3 1.83 0.59
3:I:580:ILE:HD11 3:1:586: VAL:HG21 1.83 0.9
3:F:580:1ILE:HD11 | 3:F:586:VAL:HG21 1.84 0.59
3:F:155:ARG:HD2 3:F:409:ARG:O 2.02 0.59
2:H:7:1ILE:H 2:H:7:ILE:HD12 1.67 0.59
1:D:146:GLU:HG2 3:F:640:GLN:NE2 2.18 0.59
3:F:263: THR:HB 3:F:266:GLU:HG3 1.84 0.59
3:1:263: THR:HB 3:1:266:GLU:HG3 1.84 0.59
1:D:74:HIS:HB3 3:F:646:ARG:HH12 1.68 0.59
2:B:12:ARG:NH2 2:B:22:PHE:CE2 2.70 0.59
3:C:600:LYS:HB3 3:C:608:ASN:HD22 1.67 0.59
3:I:174:ARG:HH11 3:I:174:ARG:HG2 1.66 0.59
1:D:21:GLY:O 1:D:22:LEU:O 2.20 0.59
2:B:79:ALA:CB 2:B:94:LYS:HA 2.30 0.59
2:E:31:HIS:O 2:E:62:PHE:HD2 1.85 0.59
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Atom-1 Atom-2 distance (A) | overlap (A)
1:G:145:LEU:HD22 | 1:G:149:ARG:HH22 1.66 0.59
3:C:258:ARG:HD?2 3:C:284:ASP:0OD1 2.03 0.59
1:A:184:VAL:HG12 | 1:A:209:TYR:HB3 1.84 0.59
3:1:539:ASN:HD22 3:I:541:ALA:N 1.91 0.59
1:A:63:LEU:HD21 | 3:C:657:THR:HG22 1.85 0.58
3:C:618:LEU:HD13 3:C:701:PHE:HZ 1.68 0.58
1:D:43:SER:O 1:D:45:ARG:N 2.35 0.58
3:1:600:LYS:HB3 3:1:608:ASN:HD22 1.68 0.58
2:B:7:ILE:N 2:B:7:ILE:HD12 2.19 0.58
3:F:590:ALA:O 3:F:593:VAL:HG22 2.03 0.58
3:F:141: THR:OG1 3:F:584:ASN:HB2 2.03 0.58
3:1:575:GLU:O 3:1:579:ARG:HG3 2.03 0.58
3:C:146:LEU:HD22 3:C:146:LEU:O 2.03 0.58
3:1:203:VAL:CG1 3:1:204:ASP:N 2.67 0.58
3:F:155:ARG:HH12 | 3:F:419:SER:HB3 1.67 0.58
1:A:87:HIS:HB3 1:A:89:HIS:CE1 2.38 0.58
1:D:150:HIS:HE1 3:F:641: TRP:HA 1.69 0.58
3:I:721:GLN:O 3:1:723: ASN:N 2.36 0.58
3:C:667:ASP:HB3 | 3:C:670:VAL:HG12 1.85 0.58
3:C:580:ILE:HD11 | 3:C:586:VAL:HG21 1.86 0.58
2:B:31:HIS:O 2:B:62:PHE:HD2 1.86 0.58
3:F:600:LYS:HB3 3:F:608:ASN:HD22 1.69 0.58
3:C:501:LEU:HD23 3:C:611:TYR:HA 1.86 0.58
2:E:12:ARG:NH2 2:E:22:PHE:CE2 2.72 0.58
1:D:53:VAL:HB 1:D:57:ILE:CD1 2.33 0.58
3:1:699:HIS:CD2 3:1:702: TRP:CD1 2.91 0.58
3:1:295:LEU:HD22 3:I:570:MET:HE2 1.84 0.58
3:I:501:LEU:CD2 3:1:611:TYR:HA 2.33 0.58
3:F:174:ARG:HH11 | 3:F:174:ARG:HG2 1.68 0.58
3:C:699:HIS:CD2 3:C:702: TRP:CD1 2.92 0.58
1:D:268:ASP:HB2 1:D:269:GLN:NE2 2.18 0.57
3:F:721:GLN:O 3:F:723:ASN:N 2.37 0.57
3:C:618:LEU:CD1 3:C:701:PHE:HZ 2.17 0.57
2:H:31:HIS:O 2:H:62:PHE:HD2 1.87 0.57
3:F:496:VAL:HG11 | 3:F:506:ILE:HD13 1.87 0.57
2:H:12:ARG:NH2 2:H:22:PHE:CE2 2.71 0.57
3:C:473:SER:HB3 3:F:753:VAL:HG13 1.86 0.57
1:G:184:VAL:HG12 | 1:G:209:TYR:HB3 1.85 0.57
3:I:611:TYR:CZ 3:1:656:LEU:HD23 2.39 0.57
3:1:155:ARG:HH12 3:1:419:SER:HB3 1.68 0.57
3:C:493:ASN:HB2 3:C:495:LYS:NZ 2.20 0.57
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Atom-1 Atom-2 distance (A) | overlap (A)
1:D:184:VAL:HG12 | 1:D:209:TYR:HB3 1.86 0.57
1:D:87:HIS:HB3 1:D:89:HIS:CE1 2.39 0.57
1:A:43:SER:O 1:A:45:ARG:HG2 2.04 0.57
1:D:43:SER:O 1:D:45:ARG:HG2 2.04 0.57
3:F:153:VAL:HG23 3:F:154:PRO:CD 2.34 0.57
3:C:721:GLN:O 3:C:723:ASN:N 2.37 0.57
3:1:496:VAL:HG11 3:I:506:ILE:HD13 1.87 0.57
3:F:467:LEU.HD21 3:F:544:PHE:CE2 2.40 0.57
3:C:141:THR:HG23 | 3:C:573:TYR:OH 2.05 0.57
1:A:218:LEU:HB2 1:A:259: THR:OG1 2.03 0.56
2:H:7:ILE:N 2:H:7:ILE:HD12 2.20 0.56
3:C:141:THR:OG1 3:C:584:ASN:HB2 2.05 0.56
3:C:230:GLY:O 3:C:372:ASN:HB2 2.05 0.56
2:E:16:GLU:HG2 2:E:19:LYS:HD3 1.86 0.56
3:C:728:GLU:O 3:C:732:ARG:HG3 2.06 0.56
1:D:80:PHE:HA 1:D:96:LEU:HD22 1.86 0.56
3:F:493:ASN:ND2 3:F:495:LYS:HZ1 1.88 0.56
3:C:150:ASN:O 3:C:153:VAL:HG22 2.05 0.56
2:H:19:LYS:O 2:H:72:PRO:HD2 2.06 0.56
3:F:728:GLU:O 3:F:732:ARG:HG3 2.05 0.56
1:A:149:ARG:O 1:A:151:LYS:HG2 2.04 0.56
1:G:43:SER:O 1:G:45:ARG:HG2 2.06 0.56
3:1:551:PRO:HD3 3:1:682: GLU:HG2 1.87 0.56
3:1:141: THR:OG1 3:1:584:ASN:HB?2 2.05 0.56
3:F:386:ILE:CG2 3:F:454:SER:HB3 2.32 0.56
3:1:150:ASN:O 3:1:153: VAL:HG22 2.04 0.56
1:A:21:GLY:O 1:A:22:LEU:O 2.23 0.56
3:F:501:LEU:CD2 3:F:611:TYR:HA 2.35 0.56
1:D:79:ASP:0OD1 1:D:153:ARG:NH2 2.39 0.56
1:G:225:ASP:0OD1 1:G:228:GLU:HG2 2.06 0.56
3:F:146:LEU:HD22 3:F:146:LEU:O 2.04 0.56
1:D:192:HIS:HB2 1:D:201:LEU:HD23 1.88 0.56
3:1:153:VAL:HG23 3:1:154:PRO:CD 2.34 0.56
3:C:295:LEU:HD22 | 3:C:570:MET:HE2 1.88 0.56
1:G:268:ASP:HB2 1:G:269:GLN:NE2 2.17 0.56
1:D:225:ASP:0OD1 1:D:228:GLU:HG2 2.06 0.56
3:1:295:LEU:HD22 3:1:570:MET:CE 2.36 0.56
1:A:216:LYS:HE3 1:A:261:GLN:NE2 2.20 0.56
1:G:192:HIS:HB2 1:G:201:LEU:HD23 1.87 0.56
3:F:501:LEU:HD23 3:F:611:TYR:HA 1.86 0.56
1:A:80:PHE:HA 1:A:96:LEU:HD22 1.87 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:268:ASP:HB2 1:A:269:GLN:NE2 2.18 0.56
2:E:19:LYS:O 2:E:72:PRO:HD2 2.06 0.56
3:C:346:PHE:HA 3:C:349:MET:HE3 1.88 0.56
3:1:302:HIS:HE1 3:1:326:SER:OG 1.89 0.56
3:C:153:VAL:HG23 3:C:154:PRO:CD 2.35 0.55
3:F:346:PHE:HA 3:F:349:MET:-HE3 1.88 0.55
1:D:191: THR:HG23 | 1:D:202:ARG:HB3 1.88 0.55
2:B:19:LYS:0O 2:B:72:PRO:HD?2 2.06 0.55
1:A:151:LYS:O 1:A:155:ARG:HG3 2.06 0.55
3:F:213:VAL:HG11 3:F:345:LEU:CD2 2.36 0.55
3:C:699:HIS:CD2 3:C:702:TRP:H 2.24 0.55
1:D:235:LEU:HD13 2:E:10: TYR:CE1 2.41 0.55
1:G:21:GLY:O 1:G:22:LEU:O 2.23 0.55
3:1:134:LYS:NZ 3:1:435:ASP:HB3 2.22 0.55
3:C:134:LYS:NZ 3:C:435:ASP:HB3 2.22 0.55
1:G:87:HIS:HB3 1:G:89:HIS:CE1 2.42 0.55
3:1:493: ASN:HB2 3:1:495:LYS:NZ 2.22 0.55
3:F:493:ASN:HB2 3:F:495:LYS:NZ 2.21 0.55
3:F:428:LYS:CA 3:F:428:LYS:HE2 2.37 0.55
3:F:699:HIS:CD2 3:F:702: TRP:H 2.24 0.55
3:F:231:LYS:O 3:F:253:SER:HB2 2.07 0.55
3:C:632:ILE:HG21 | 3:C:639:LEU:HD13 1.88 0.55
1:A:35:LEU:HD22 1:A:49:ARG:HG3 1.88 0.55
3:I:618:LEU:CD1 3:I:701:PHE:HZ 2.19 0.55
3:F:632:ILE:HG21 | 3:F:639:.LEU:HD13 1.89 0.55
3:F:514:LYS:HD2 3:F:519:GLY:O 2.06 0.55
1:A:192:HIS:HB2 1:A:201:LEU:HD23 1.88 0.55
1:G:149:ARG:O 1:G:151:LYS:HG2 2.07 0.55
1:G:151:LYS:O 1:G:155:ARG:HG3 2.07 0.55
1:A:225:ASP:OD1 1:A:228:GLU:HG2 2.07 0.55
3:F:134:LYS:NZ 3:F:435:ASP:HB3 2.21 0.55
1:G:50: THR:HG22 1:G:52: TRP:HD1 1.71 0.55
1:A:53:VAL:HB 1:A:57:ILE:CD1 2.36 0.54
1:G:191: THR:HG23 | 1:G:202:ARG:HB3 1.88 0.54
3:1:632:ILE:HG21 3:1:639:LEU:HD13 1.89 0.54
3:F:297:PHE:N 3:F:297:PHE:CD2 2.75 0.54
3:1:297:PHE:N 3:1:297:PHE:CD2 2.75 0.54
1:D:97:GLN:HB2 2:E:60: TRP:CE3 2.42 0.54
3:F:295:LEU:HD22 3:F:570:MET:CE 2.37 0.54
3:F:150:ASN:O 3:F:153:VAL:HG22 2.07 0.54
3:[:141: THR:HG23 3:I:573: TYR:OH 2.06 0.54
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3:C:501:LEU:CD2 3:C:611:TYR:HA 2.37 0.54
3:F:231:LYS:HG3 3:F:253:SER:HB3 1.89 0.54
3:C:514:LYS:HD2 3:C:519:GLY:O 2.07 0.54
1:D:206:LEU:HD22 2:E:12:ARG:O 2.08 0.54
3:1:213: VAL:HG11 3:1:345:LEU:CD2 2.37 0.54
2:B:33:SER:HB3 2:B:62:PHE:CE2 2.42 0.54
3:F:664:GLU:N 3:F:664:GLU:CD 2.57 0.54
3:C:153:VAL:CB 3:C:154:PRO:CD 2.86 0.54
3:F:153:VAL:CB 3:F:154:PRO:CD 2.85 0.54
1:A:145:LEU:HD22 | 1:A:149:ARG:HH22 1.71 0.54
3:1:231:LYS:O 3:1:253:SER:HB2 2.07 0.54
1:D:216:LYS:HE3 1:D:261:GLN:NE2 2.23 0.54
1:A:198:VAL:HG22 1:A:199:THR:H 1.72 0.54
3:F:655:ARG:CG | 3:F:655:ARG:HH11 2.21 0.54
3:C:254:ILE:HA 3:C:277:ILE:O 2.08 0.54
1:D:151:LYS:O 1:D:155:ARG:HG3 2.08 0.54
1:G:79:ASP:OD1 1:G:153:ARG:NH2 2.41 0.54
3:C:231:LYS:HG3 3:C:253:SER:HB3 1.89 0.54
3:C:213:VAL:HG11 | 3:C:345:LEU:CD2 2.38 0.54
3:1:153:VAL:CB 3:1:154:PRO:CD 2.86 0.53
1:D:50: THR:HG22 1:D:52: TRP:HD1 1.72 0.53
1:G:198:VAL:HG22 1:G:199: THR:H 1.73 0.53
3:I:728:GLU:O 3:I:732: ARG:HG3 2.08 0.53
1:D:232:LYS:HD2 1:D:232:LYS:O 2.08 0.53
1:D:198:VAL:HG22 1:D:199: THR:H 1.71 0.53
3:C:231:LYS:O 3:C:253:SER:HB2 2.08 0.53
3:F:214:GLU:O 3:F:216:PRO:HD3 2.09 0.53
1:A:79:ASP:OD1 1:A:153:ARG:NH2 2.42 0.53
3:C:278:GLY:H 3:C:332:ILE:HB 1.74 0.53
3:C:295.LEU:HD22 3:C:570:MET:CE 2.37 0.53
3:C:496:VAL:HG11 | 3:C:506:ILE:HD13 1.90 0.53
3:F:154:PRO:HD2 3:F:161:LYS:HE3 1.91 0.53
3:1:655:ARG:CG 3:1:655:ARG:HH11 2.21 0.53
3:1:346:PHE:HA 3:1:349:MET:HE3 1.91 0.53
3:C:214:GLU:O 3:C:216:PRO:HD3 2.09 0.53
3:C:234:HIS:ND1 3:C:235:ALA:O 2.41 0.53
3:C:250:VAL:CG1 3:C:276:ALA:HB2 2.38 0.53
3:C:297:PHE:N 3:C:297:PHE:CD2 2.76 0.53
3:1:278:GLY:H 3:1:332:ILE:HB 1.74 0.53
3:C:635:MET:HE1 3:C:726:PHE:HZ 1.74 0.53
3:F:699:HIS:CD2 3:F:702: TRP:CD1 2.96 0.53
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1:D:235:LEU:HD13 2:E:10:TYR:CZ 2.44 0.53
3:C:134:LYS:HZ1 3:C:435:ASP:HB3 1.74 0.53
1:A:125:GLU:HB3 1:A:134:ARG:HG2 1.90 0.53
3:C:154:PRO:HD2 3:C:161:LYS:HE3 1.90 0.53
1:A:50: THR:HG22 1:A:52:TRP:HD1 1.73 0.53
1:G:216:LYS:HE3 1:G:261:GLN:NE2 2.23 0.53
1:D:125:GLU:HB3 1:D:134:ARG:HG2 1.89 0.53
3:C:493:ASN:ND2 3:C:495:LYS:HZ1 1.89 0.53
1:A:191:THR:HG23 | 1:A:202:ARG:HB3 1.91 0.53
3:F:310:THR:HG22 | 3:F:313:PHE:CE1 2.44 0.53
1:G:80:PHE:HA 1:G:96:LEU:HD22 1.91 0.53
3:C:302:HIS:HE1 3:C:326:SER:OG 1.91 0.52
3:C:664:GLU:N 3:C:664:GLU:CD 2.57 0.52
3:C:199:SER:OG 3:C:376: THR:HG23 2.08 0.52
3:1:467:LEU:HD21 3:1:544:PHE:CE2 2.43 0.52
2:H:71: THR:HG23 2:H:71: THR:O 2.10 0.52
2:E:71: THR:HG23 2:E:71:THR:O 2.09 0.52
3:1:230:GLY:O 3:1:372:ASN:HB2 2.09 0.52
1:D:35:LEU:HD22 1:D:49:ARG:HG3 1.91 0.52
3:F:295:LEU:HD22 | 3:F:570:MET:HE2 1.91 0.52
3:F:135:LEU:HD23 3:F:432:MET:SD 2.50 0.52
3:1:250:VAL:CG1 3:1:276:ALA:HB2 2.40 0.52
3:1:146:LEU:HD22 3:1:146:LEU:O 2.09 0.52
3:1:386:ILE:CG2 3:1:454:SER:HB3 2.36 0.52
1:G:150:HIS:NE2 1:G:152:ILE:HB 2.24 0.52
3:F:134:LYS:HZ1 3:F:435:ASP:HB3 1.74 0.52
3:C:231:LYS:HG3 3:C:253:SER:CB 2.38 0.52
3:C:551:PRO:HD3 3:C:682:GLU:HG2 1.91 0.52
3:1:514:LYS:HD?2 3:1:519:GLY:O 2.08 0.52
3:C:206:ASN:C 3:C:206:ASN:ND2 2.63 0.52
3:F:230:GLY:O 3:F:372:ASN:HB2 2.09 0.52
1:G:50: THR:.CG2 1:G:52: TRP:HD1 2.22 0.52
1:D:206:LEU:HD11 2:E:14:PRO:CD 2.36 0.52
3:F:278:GLY:H 3:F:332:ILE:HB 1.75 0.52
3:F:254:1LE:HA 3:F:277:ILE:O 2.10 0.52
3:C:729:THR:HG22 | 3:F:323:PRO:HG3 1.92 0.52
1:G:125:GLU:HB3 1:G:134:ARG:HG2 1.91 0.52
3:F:203:VAL:CG1 3:F:204:ASP:N 2.71 0.52
3:F:141:THR:HG23 3:F:573:TYR:OH 2.08 0.52
1:G:188:VAL:HB 1:G:273:VAL:HG21 1.91 0.52
2:H:33:SER:HB3 2:H:62:PHE:CE2 2.45 0.52
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1:D:107:ASP:O 1:D:108:ASN:HB2 2.10 0.52
3:C:354:PRO:HD3 3:C:365:MET:SD 2.50 0.52
3:F:237.PHE:O 3:F:267:LYS:HG2 2.10 0.51
3:C:150:ASN:HA 3:C:153:VAL:HG22 1.92 0.51
1:G:35:LEU:HD22 1:G:49:ARG:HG3 1.91 0.51
1:G:49:ARG:O 1:G:50: THR:HB 2.10 0.51
3:1:699:HIS:CD2 3:I:702: TRP:H 2.24 0.51
3:1:231:LYS:HG3 3:1:253:SER:HB3 1.92 0.51
3:F:184:ASP:HB2 3:F:390:PHE:HE1 1.75 0.51
1:G:81: TRP:CH2 3:1:623: ARG:HB2 2.44 0.51
1:D:50: THR:CG2 1:D:52: TRP:HD1 2.23 0.51
1:D:53:VAL:HB 1:D:57:ILE:HD12 1.92 0.51
3:F:297:PHE:HD2 3:F:297:PHE:N 2.07 0.51
3:1:297.:PHE:HD?2 3:I:297.:PHE:N 2.08 0.51
3:F:250:VAL:CG1 3:F:276:ALA:HB2 2.41 0.51
3:I:310: THR:HG22 3:1:313:PHE:CE1 2.45 0.51
3:1:354:PRO:HD3 3:1:365:MET:SD 2.51 0.51
3:C:414:PRO:HB2 3:C:571:ASP:O 2.10 0.51
3:C:237:PHE:O 3:C:267:LYS:HG2 2.10 0.51
1:D:150:HIS:NE2 1:D:152:ILE:HB 2.25 0.51
3:C:122:LEU:O 3:C:123:TYR:CB 2.59 0.51
3:F:231:LYS:HG3 3:F:253:SER:CB 2.40 0.51
3:F:205:LYS:HE3 3:F:370:SER:HA 1.93 0.51
1:G:8:LEU:HB2 1:G:169:LEU:HD13 1.92 0.51
1:A:107:ASP:O 1:A:108:ASN:HB2 2.09 0.51
1:G:53:VAL:HB 1:G:57:ILE:CD1 2.40 0.51
1:A:50:THR:CG2 1:A:52:TRP:HD1 2.23 0.51
3:1:625:LEU:HD13 3:I:713:LEU:HD21 1.91 0.51
3:1:254:ILE:HA 3:1:277:ILE:O 2.11 0.51
1:A:49:ARG:O 1:A:50: THR:HB 2.11 0.51
3:I:305: THR:HG21 3:1:543:PRO:HG3 1.93 0.51
1:D:67:GLN:HE22 3:F:657:-THR:HB 1.75 0.51
3:F:551:PRO:HD3 3:F:682:GLU:HG2 1.92 0.51
3:1:414:PRO:HB2 3:1:571:ASP:O 2.10 0.51
3:1:154:PRO:HD2 3:I:161:LYS:HE3 1.92 0.51
3:I:231:LYS:HG3 3:1:253:SER:CB 2.41 0.51
3:F:229:THR:HG22 | 3:F:374:.LYS:HG3 1.93 0.51
3:I:150:ASN:HA 3:1:153: VAL:HG22 1.92 0.51
3:1:199:SER:OG 3:1:376: THR:HG23 2.10 0.51
1:D:49:ARG:O 1:D:50: THR:HB 2.11 0.51
3:F:414:PRO:HB2 3:F:571:ASP:O 2.10 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)

3:F:708: THR:HG22 3:F:711:ALA:N 2.04 0.51
1:D:264:HIS:ND1 1:D:266:GLY:N 2.48 0.51
3:C:625:LEU:HD13 | 3:C:713:LEU:HD21 1.92 0.51
1:G:232:LYS:HD2 1:G:232:LYS:O 2.11 0.51
1:D:22:.LEU:CD1 3:F:619:LEU:HD23 2.31 0.50
3:C:236:ASN:O 3:C:238:GLY:N 2.44 0.50
1:A:188:VAL:HB 1:A:273:VAL:HG21 1.93 0.50
3:C:135:LEU:HD23 3:C:432:MET:SD 2.51 0.50
2:B:71: THR:O 2:B:71: THR:HG23 2.10 0.50
3:F:518:THR:C 3:F:520:GLN:H 2.15 0.50
1:A:53:VAL:HB 1:A:57:ILE:HD12 1.92 0.50
1:D:149:ARG:O 1:D:151:LYS:HG2 2.12 0.50
3:F:625:LEU:HD13 | 3:F:713:LEU:HD21 1.93 0.50
3:1:229: THR:HG22 3:1:374:LYS:HG3 1.92 0.50
2:H:29:GLY:HA2 2:H:61:SER:HB2 1.93 0.50
3:1:428:LYS:HE2 3:1:428:LYS:CA 2.39 0.50
3:C:428:LYS:HE?2 3:C:428:LYS:CA 2.39 0.50
3:C:747:ASN:HB3 3:C:756:1ILE:HD13 1.93 0.50
3:1:203:VAL:HG13 3:1:204:ASP:N 2.27 0.50
3:C:297:PHE:HD2 3:C:297:PHE:N 2.09 0.50
1:G:263:GLU:HG2 1:G:270:PRO:HB3 1.94 0.50
3:F:354:PRO:HD3 3:F:365:MET:SD 2.51 0.50
1:D:92:GLU:HB2 1:D:94:HIS:NE2 2.27 0.50
3:1:236:ASN:O 3:1:238:GLY:N 2.43 0.50
3:1:635:MET:HE1 3:1:726:PHE:HZ 1.77 0.50
3:F:199:SER:OG 3:F:376: THR:HG23 2.11 0.50
1:D:198:VAL:HA 1:D:252:PRO:CG 2.38 0.50
1:D:46:VAL:HG21 1:D:66:SER:HA 1.93 0.50
3:C:467:LEU:HD22 3:C:548:SER:OG 2.12 0.50
3:C:229:THR:HG22 | 3:C:374:LYS:HG3 1.94 0.50
3:C:184:ASP:HB2 3:C:390:PHE:HE1 1.76 0.50
1:D:207:ASN:HD21 2:E:13:HIS:HD2 1.57 0.50
3:F:498:ALA:HB2 3:F:553:VAL:HA 1.93 0.50
3:1:147:LEU:C 3:1:148:ASN:HD22 2.14 0.50
1:A:232:LYS:O 1:A:232:LYS:HD2 2.12 0.50
3:1:690: VAL:HG11 3:I:707:HIS:HB3 1.94 0.50
3:C:305:THR:HG21 | 3:C:543:PRO:HG3 1.94 0.50
1:G:107:ASP:O 1:G:108:ASN:HB2 2.10 0.50
3:F:622:VAL:HG13 | 3:F:643:TYR:CE2 2.47 0.50
3:1:279:VAL:HB 3:1:334:VAL:HG13 1.94 0.50
3:F:150:ASN:HA 3:F:153:VAL:HG22 1.92 0.49
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3:1:345:LEU:HB3 3:1:349:MET:CE 2.41 0.49
1:D:263:GLU:HG2 1:D:270:PRO:HB3 1.94 0.49
1:A:92:GLU:HB2 1:A:94:HIS:NE2 2.27 0.49
3:F:236:ASN:O 3:F:238:GLY:N 2.44 0.49
3:1:236:ASN:C 3:1:238:GLY:N 2.65 0.49
3:C:236:ASN:C 3:C:238:GLY:N 2.65 0.49
1:G:18:GLN:O 1:G:19:ASP:CB 2.59 0.49
3:C:467:LEU:HD21 | 3:C:544:PHE:CE2 2.47 0.49
3:1:135:LEU:HD23 3:1:432:MET:SD 2.52 0.49
3:F:234:HIS:ND1 3:F:235:ALA:O 2.45 0.49
2:E:33:SER:HB3 2:E:62:PHE:CE2 2.47 0.49
3:F:502:LEU:O 3:F:506:1LE:HG13 2.12 0.49
3:C:147:LEU:C 3:C:148:ASN:HD22 2.15 0.49
1:D:131:LEU:HD21 1:D:158:ARG:CZ 2.43 0.49
3:1:209:LEU:HD12 3:1:210: VAL:N 2.22 0.49
3:1:192: VAL:HG12 3:I:193:LYS:H 1.76 0.49
3:1:234:HIS:ND1 3:1:235:ALA:O 2.46 0.49
1:D:238:GLY:HA3 2:E:67:TYR:CZ 2.48 0.49
1:D:188:VAL:HB 1:D:273:VAL:HG21 1.93 0.49
3:C:518:THR:C 3:C:520:GLN:H 2.15 0.49
3:1:237:PHE:O 3:1:267:LYS:HG2 2.13 0.49
1:A:198:VAL:HA 1:A:252:PRO:CG 2.42 0.49
1:G:150:HIS:O 1:G:151:LYS:HB2 2.12 0.49
3:F:166:ALA:HB1 3:F:389:ILE:CD1 2.43 0.49
3:C:655:ARG:HH11 | 3:C:655:ARG:CG 2.24 0.49
1:A:228:GLU:OE2 1:G:134:ARG:NH2 2.46 0.49
3:C:753:VAL:HG13 3:F:473:SER:CB 2.41 0.49
3:F:209:LEU:HD12 3:F:210:VAL:N 2.27 0.49
1:D:&:LEU:HB2 1:D:169:LEU:HD13 1.94 0.49
1:G:18:GLN:H 1:G:18:GLN:NE2 2.10 0.49
3:1:184:ASP:HB2 3:1:390:PHE:HE1 1.77 0.49
1:D:23:SER:OG 1:D:73:ASP:0D2 2.30 0.48
3:1:664:GLU:N 3:1:664:GLU:CD 2.60 0.48
3:F:345:LEU:HB3 3:F:349:MET:CE 2.43 0.48
3:F:203:VAL:HG11 | 3:F:207:GLY:HA2 1.94 0.48
1:A:135:ALA:HB1 1:A:140:ALA:HB3 1.95 0.48
3:C:494:PHE:HA 3:C:556:CYS:O 2.13 0.48
1:G:31:VAL:O 1:G:34:GLN:HB2 2.12 0.48
1:A:35:LEU:CD2 1:A:49:ARG:HG3 2.42 0.48
1:G:22:LEU:HD12 3:1:619:LEU:HD23 1.95 0.48
1:A:18:GLN:O 1:A:19:ASP:CB 2.59 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
3:F:305:THR:HG21 | 3:F:543:PRO:HG3 1.95 0.48
1:G:92:GLU:HB2 1:G:94:HIS:NE2 2.28 0.48
3:F:236:ASN:C 3:F:238:GLY:N 2.65 0.48
1:G:57:ILE:HG12 1:G:175:LEU:CD2 2.43 0.48
1:A:57:ILE:HG12 1:A:175:LEU:CD2 2.43 0.48
1:A:198:VAL:CG2 1:A:199:THR:N 2.75 0.48
1:A:150:HIS:NE2 1:A:152:ILE:HB 2.27 0.48
3:C:595:GLY:O 3:C:599:ILE:HG12 2.13 0.48
3:F:279:VAL:HB 3:F:334:VAL:HG13 1.96 0.48
3:C:310:THR:HG22 | 3:C:313:PHE:CE1 2.48 0.48
1:A:31:VAL:O 1:A:34:GLN:HB2 2.13 0.48
2:H:1:ILE:O 2:H:1:ILE:HG23 2.13 0.48
3:F:192:VAL:HG12 3:F:193:LYS:H 1.77 0.48
3:1:595:GLY:O 3:1:599:1LE:HG12 2.12 0.48
1:G:46:VAL:HG21 1:G:66:SER:HA 1.96 0.48
3:F:247:TYR:CD1 3:F:247TYR:N 2.81 0.48
1:G:135:ALA:HB1 1:G:140:ALA:HB3 1.96 0.48
1:A:22:.LEU:O 1:A:23:SER:O 2.32 0.48
1:A:263:GLU:HG2 1:A:270:PRO:HB3 1.96 0.48
1:G:131:LEU:HD21 1:G:158:ARG:CZ 2.44 0.48
1:D:31:VAL:O 1:D:34:GLN:HB2 2.12 0.48
3:F:690:VAL:HG11 3:F:707:HIS:HB3 1.94 0.48
1:G:198:VAL:CG2 1:G:199:THR:N 277 0.48
3:C:414:PRO:HG2 | 3:C:572: THR:HG22 1.96 0.48
1:D:191:THR:O 1:D:192:HIS:HB3 2.14 0.48
3:C:625:LEU:HD13 | 3:C:713:LEU:CD2 2.43 0.48
1:A:236:PRO:HG2 2:B:65:LEU:HD22 1.96 0.48
3:1:214:GLU:O 3:1:216:PRO:HD3 2.14 0.48
3:C:191:GLN:NE2 3:C:222:TYR:H 2.12 0.48
1:D:191: THR:CG2 1:D:202:ARG:HB3 2.44 0.48
3:C:664:GLU:C 3:C:666: THR:H 2.16 0.48
1:G:53:VAL:HB 1:G:57:ILE:HD12 1.95 0.48
3:1:467:LEU:HD22 3:[:548:SER:OG 2.13 0.48
1:D:198:VAL:CG2 1:D:199: THR:N 2.76 0.48
1:D:18:GLN:NE2 1:D:18:GLN:H 2.12 0.48
1:A:18:GLN:NE2 1:A:18:GLN:H 2.11 0.48
3:F:155:ARG:NH1 3:F:419:SER:HB3 2.29 0.48
3:1:134:LYS:HZ1 3:1:435:ASP:HB3 1.78 0.48
3:1:166:ALA:HB1 3:1:389:ILE:CD1 2.44 0.48
3:C:622:VAL:HG13 | 3:C:643:TYR:CE2 2.49 0.48
2:E:56:PHE:HB3 2:E:62:PHE:CD1 2.49 0.48
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1:D:57:ILE:HG12 1:D:175:LEU:CD2 2.44 0.48
3:F:122:LEU:O 3:F:123:TYR:CB 2.61 0.48
1:D:256:GLN:HE22 | 1:D:257:ARG:HG3 1.79 0.48
3:F:147:LEU:C 3:F:148:ASN:HD22 2.16 0.48
3:C:155:ARG:NH1 3:C:419:SER:HB3 2.28 0.47
3:C:247:'TYR:CD1 3:C:247'TYR:N 2.81 0.47
1:A:49:ARG:O 1:A:50:THR:CB 2.61 0.47
2:H:21:ASN:CG 2:H:22:PHE:H 2.17 0.47
3:I:518:THR:C 3:1:520: GLN:H 2.17 0.47
3:1:247'TYR:N 3:I:247:TYR:CD1 2.81 0.47
1:G:35:LEU:CD2 1:G:49:ARG:HG3 2.44 0.47
1:G:23:SER:OG 1:G:73:ASP:0D2 2.32 0.47
3:C:724:GLY:O 3:C:726:PHE:N 2.48 0.47
1:G:264:HIS:ND1 1:G:266:GLY:N 2.47 0.47
3:C:502:LEU:O 3:C:506:ILE:HG13 2.14 0.47
1:D:49:ARG:O 1:D:50: THR:CB 2.62 0.47
3:C:122:LEU:O 3:C:126:ASP:0OD2 2.33 0.47
1:G:191: THR:CG2 1:G:202:ARG:HB3 2.45 0.47
1:A:264:HIS:ND1 1:A:266:GLY:N 2.49 0.47
3:F:203:VAL:HG13 3:F:204:ASP:N 2.29 0.47
1:A:25:PHE:CD1 1:A:25:PHE:N 2.82 0.47
3:F:494:PHE:HA 3:F:556:CYS:0O 2.14 0.47
3:C:690:VAL:HG11 3:C:707:HIS:HB3 1.96 0.47
3:I:708: THR:HG22 3:I:711:ALA:N 2.03 0.47
1:D:22:LEU:O 1:D:23:SER:O 2.33 0.47
3:1:664:GLU:C 3:1:666: THR:H 2.18 0.47
6:G:309:GOL:C3 3:1:646:ARG:HH21 2.24 0.47
1:A:191:THR:O 1:A:192:HIS:HB3 2.14 0.47
1:A:8:LEU:HB2 1:A:169:LEU:HD13 1.95 0.47
1:A:46:VAL:HG21 1:A:66:SER:HA 1.97 0.47
3:C:205:LYS:HB2 3:C:370:SER:O 2.14 0.47
1:G:120:GLY:CA 2:H:31:HIS:CE1 2.98 0.47
1:D:28:LEU:CD2 1:D:38:PHE:CD1 2.95 0.47
3:C:192:VAL:HG12 3:C:193:LYS:H 1.77 0.47
3:F:479:PHE:O 3:F:551:PRO:HG2 2.15 0.47
1:D:35:LEU:CD2 1:D:49:ARG:HG3 2.45 0.47
1:D:150:HIS:CD2 1:D:153:ARG:H 2.27 0.47
3:C:345:LEU:HB3 3:C:349:MET:CE 2.45 0.47
3:C:236:ASN:O 3:C:237:PHE:HB2 2.15 0.47
3:1:724:GLY:O 3:1:725:ALA:C 2.53 0.47
1:A:92:GLU:CB 1:A:94:HIS:NE2 2.78 0.47
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3:1:163:GLU:O 3:I:167:LEU:HD13 2.14 0.47
3:1:622: VAL:HG13 3:I:643: TYR:CE2 2.50 0.47
1:G:236:PRO:HG2 2:H:65:LEU:HD22 1.97 0.47
3:F:635:MET:HE1 3:F:726:PHE:HZ 1.79 0.46
3:C:747:ASN:HD22 3:C:747:ASN:N 2.13 0.46
3:F:149:GLU:O 3:F:151:SER:N 2.48 0.46
1:A:191:THR:CG2 1:A:202:ARG:HB3 2.46 0.46
3:C:699:HIS:CD2 3:C:701:PHE:HB2 2.50 0.46
3:C:628:TYR:O 3:C:632:ILE:HG12 2.15 0.46
1:D:179:VAL:O 1:D:179:VAL:HG12 2.16 0.46
3:1:747:ASN:HB3 3:I:756:1ILE:HD13 1.97 0.46
3:F:153:VAL:CG2 3:F:154:PRO:CD 2.94 0.46
3:C:483:ASN:ND2 3:C:540:ALA:HB3 2.31 0.46
1:D:209:TYR:HA 1:D:210:PRO:O 2.15 0.46
1:G:256:GLN:HE22 | 1:G:257:ARG:HG3 1.79 0.46
3:F:747:ASN:HB3 3:F:756:1ILE:HD13 1.97 0.46
1:D:92:GLU:CB 1:D:94:HIS:NE2 2.79 0.46
3:C:166:ALA:HB1 3:C:389:ILE:CD1 2.46 0.46
1:D:194:VAL:HG22 | 1:D:199:THR:CG2 2.44 0.46
3:C:231:LYS:CG 3:C:253:SER:HB3 2.46 0.46
3:C:153:VAL:CG2 3:C:154:PRO:CD 2.94 0.46
3:I:155:ARG:NH1 3:1:419:SER:HB3 2.29 0.46
1:A:207:ASN:HD21 2:B:13:HIS:CD2 2.33 0.46
2:H:36:GLU:HG2 2:H:83:ASN:HB3 1.98 0.46
2:E:29:GLY:HA2 2:E:61:SER:HB2 1.97 0.46
2:B:56:PHE:HB3 2:B:62:PHE:CD1 2.51 0.46
2:E:17:ASN:HA 2:E:72:PRO:O 2.16 0.46
3:1:724:GLY:O 3:I:726:PHE:N 2.47 0.46
2:H:45:ARG:HG3 2:H:45:ARG:O 2.16 0.46
2:H:56:PHE:HB3 2:H:62:PHE:CD1 2.51 0.46
1:G:22:.LEU:O 1:G:23:SER:O 2.33 0.46
3:C:639:LEU:HA 3:C:639:LEU:HD12 1.73 0.46
1:D:135:ALA:HB1 1:D:140:ALA:HB3 1.97 0.46
1:G:50: THR:CG2 1:G:52:TRP:CD1 2.99 0.46
1:A:150:HIS:O 1:A:151:LYS:HB2 2.15 0.46
3:1:625:LEU:HD13 3:1:713:LEU:CD2 2.45 0.46
3:F:625:LEU:HD13 3:F:713:LEU:CD2 2.45 0.46
3:1:153: VAL:CG2 3:1:154:PRO:CD 2.94 0.46
1:A:144:LYS:O 1:A:148:GLU:HG3 2.16 0.46
1:G:49:ARG:O 1:G:50: THR:CB 2.63 0.45
1:A:4:ARG:N 1:A:4:ARG:CD 2.79 0.45
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1:D:4:ARG:O 1:D:4:ARG:HG2 2.16 0.45
1:G:4:ARG:O 1:G:4:ARG:HG2 2.16 0.45
3:F:231:LYS:CG 3:F:253:SER:HB3 2.46 0.45
3:1:414:PRO:HG2 3:1:572: THR:HG22 1.97 0.45
2:E:54:.LEU:HD11 2:E:62:PHE:HB3 1.99 0.45
1:D:25:PHE:N 1:D:25:PHE:CD1 2.83 0.45
1:G:198:VAL:HA 1:G:252:PRO:CG 2.44 0.45
1:G:25:PHE:CD1 1:G:25:PHE:N 2.84 0.45
1:A:66:SER:O 1:A:70:LYS:HG3 2.17 0.45
3:F:747:ASN:N 3:F:747:ASN:HD22 2.14 0.45
1:A:178:GLY:O 1:A:182:GLN:HB2 2.16 0.45
3:1:236:ASN:O 3:1:237:PHE:HB2 2.17 0.45
1:D:150:HIS:O 1:D:151:LYS:HB2 2.17 0.45
3:F:699:HIS:CD2 3:F:701:PHE:H 2.34 0.45
3:C:316:PHE:CD1 3:F:740: TRP:CH2 3.04 0.45
3:I:316:PHE: O 3:1:319: THR:HB 2.16 0.45
3:I:544:PHE:O 3:1:548:SER:HB2 2.16 0.45
3:C:149:GLU:O 3:C:151:SER:N 2.50 0.45
3:C:279:VAL:HB 3:C:334:VAL:HG13 1.98 0.45
2:H:35:1LE:HD11 2:H:82:VAL:CG1 2.46 0.45
1:G:146:GLU:CD 3:1:629:ARG:HH22 2.19 0.45
1:G:22:LEU:O 1:G:23:SER:HB3 2.16 0.45
1:D:110: THR:HG21 | 1:D:166:PRO:HG3 1.98 0.45
1:D:4:ARG:N 1:D:4:ARG:CD 2.79 0.45
3:1:600:LYS:HB3 3:I:608:ASN:ND2 2.32 0.45
2:B:21:ASN:CG 2:B:22:PHE:H 2.18 0.45
3:F:664:GLU:C 3:F:666: THR:H 2.18 0.45
1:G:209:TYR:HA 1:G:210:PRO:O 2.16 0.45
1:G:178:GLY:O 1:G:182:GLN:HB2 2.16 0.45
3:F:507:GLU:O 3:F:511:GLN:HG3 2.17 0.45
2:E:35:1LE:HD11 2:E:82:VAL:CG1 2.46 0.45
2:B:29:GLY:HA2 2:B:61:SER:HB2 1.97 0.45
2:E:21:ASN:CG 2:E:22:PHE:H 2.19 0.45
1:A:23:SER:OG 1:A:73:ASP:0OD2 2.34 0.45
3:F:316:PHE:O 3:F:319:THR:HB 2.16 0.45
1:A:209: TYR:HA 1:A:210:PRO:O 2.16 0.45
3:1:496: VAL:HG22 3:1:555:PHE:HB3 1.99 0.45
1:G:92:GLU:CB 1:G:94:HIS:NE2 2.80 0.45
1:A:74:HIS:HB3 3:C:646:ARG:NH1 2.32 0.45
3:1:494:PHE:HA 3:1:556:CYS:0O 2.16 0.45
3:F:232:LEU:HD11 3:F:256:ILE:HB 1.99 0.45
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3:C:448:ILE:HD13 | 3:C:598:VAL:HG11 1.99 0.45
1:A:49:ARG:HD2 2:B:53:ASP:0D2 2.16 0.45
2:H:17:ASN:HA 2:H:72:PRO:O 2.17 0.45
3:I:618:LEU:HA 3:1:618:LEU:HD12 1.81 0.45
3:F:414:PRO:HG2 | 3:F:572:THR:HG22 1.98 0.45
1:D:176:GLY:O 1:D:177:ARG:C 2.54 0.45
2:H:54:LEU:HD11 2:H:62:PHE:HB3 1.98 0.45
1:D:144:LYS:O 1:D:148:GLU:HG3 2.16 0.45
3:C:232:LEU:HB3 | 3:C:367:-THR:HG23 1.98 0.45
1:G:144:.LYS:O 1:G:148:GLU:HG3 2.17 0.45
3:C:316:PHE:O 3:C:319:THR:HB 2.16 0.45
3:C:310: THR:N 3:C:311:PRO:CD 2.79 0.45
2:E:36:GLU:HG2 2:E:83:ASN:HB3 1.99 0.45
3:F:518: THR:HG22 | 3:F:520:GLN:HB2 1.99 0.45
1:D:53:VAL:HA 1:D:57:ILE:HG13 1.99 0.45
3:C:186:HIS:CE1 3:C:316:PHE:CE2 3.05 0.45
1:G:179:VAL:O 1:G:179:VAL:HG12 2.17 0.45
2:B:1:ILE:HG23 2:B:1:ILE:O 2.16 0.45
1:A:50:THR:CG2 1:A:52:TRP:CD1 3.00 0.44
2:B:17:ASN:HA 2:B:72:PRO:O 2.17 0.44
3:F:724:GLY:O 3:F:725:ALA:C 2.55 0.44
3:C:724:GLY:O 3:C:725:ALA:C 2.55 0.44
3:F:122:LEU:O 3:F:126:ASP:0D2 2.35 0.44
2:E:35:1LE:HD11 2:E:82: VAL:HG13 2.00 0.44
2:B:35:ILE:HD11 2:B:82:VAL:CG1 2.47 0.44
1:D:178:GLY:O 1:D:182:GLN:HB2 2.17 0.44
1:D:114:TRP:HB3 1:D:126:PHE:HB3 1.99 0.44
3:I:507:GLU:O 3:I:511:GLN:HG3 2.17 0.44
2:B:68: THR:HG22 2:B:69:GLU:O 2.17 0.44
3:F:724:GLY:O 3:F:726:PHE:N 2.50 0.44
3:1:186:HIS:CE1 3:1:316:PHE:CE2 3.05 0.44
3:1:231:LYS:CG 3:1:253:SER:HB3 2.46 0.44
2:H:35:1LE:HD11 2:H:82:VAL:HG13 1.99 0.44
1:A:114:TRP:HB3 1:A:126:PHE:HB3 1.99 0.44
3:C:240:LYS:HE3 3:C:240:LYS:HB2 1.87 0.44
1:G:53:VAL:C 1:G:55:SER:H 2.21 0.44
1:A:85:GLU:HG3 3:C:629:ARG:HD3 2.00 0.44
3:F:163:GLU:O 3:F:167:LEU:HD13 2.17 0.44
3:F:595:GLY:O 3:F:599:ILE:HG12 2.16 0.44
1:D:18:GLN:O 1:D:19:ASP:CB 2.60 0.44
2:E:45:ARG:HG3 2:E:45:ARG:O 2.18 0.44
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:F:515:HIS:CD2 3:F:518:THR:H 2.35 0.44
3:F:640:GLN:OE1 3:F:643:TYR:HD1 2.01 0.44
3:1:479:PHE: O 3:1:551:PRO:HG2 2.18 0.44
1:D:9:HIS:HB3 1:D:113: TYR:OH 2.18 0.44
3:1:149:GLU:O 3:1:151:SER:N 2.50 0.44
1:G:114:TRP:HB3 1:G:126:PHE:HB3 1.99 0.44
3:I:588:ARG:HG3 | 3:I:588:ARG:HH11 1.83 0.44
2:B:31:HIS:CB 2:B:32:PRO:CD 2.96 0.44
3:1:122:LEU:O 3:1:126:ASP:OD2 2.35 0.44
3:C:635:MET:HE1 3:C:726:PHE:CZ 2.51 0.44
2:B:39:LEU:CD2 2:B:80:CYS:HB3 2.47 0.44
3:F:483:ASN:ND2 3:F:540:ALA:HB3 2.32 0.44
3:C:147:LEU:CD2 | 3:C:165:LEU:HD11 2.48 0.44
1:A:256:GLN:HE22 | 1:A:257:ARG:HG3 1.82 0.44
3:I:528: TRP:CG 3:1:529:ALA:N 2.85 0.44
1:D:22:LEU:O 1:D:23:SER:HB3 2.18 0.44
2:B:54:LEU:HD11 2:B:62:PHE:HB3 2.00 0.44
1:D:50: THR:CG2 1:D:52:TRP:CD1 3.01 0.44
1:A:110: THR:HG21 | 1:A:166:PRO:HG3 1.99 0.44
1:G:4:ARG:N 1:G:4:ARG:CD 2.79 0.44
1:G:28:LEU:CD2 1:G:38:PHE:CD1 2.97 0.44
1:A:176:GLY:O 1:A:177:ARG:C 2.55 0.44
3:F:191:GLN:NE2 3:F:222: TYR:H 2.16 0.44
2:E:1:ILE:HG23 2:E:1:ILE:O 2.18 0.44
3:1:240:LYS:HE3 3:1:240:LYS:HB2 1.90 0.44
3:C:476:LEU:HB2 | 3:F:680:ARG:HH22 1.83 0.44
1:D:115:LYS:HE3 1:D:125:GLU:OE2 2.18 0.44
1:D:90:SER:C 1:D:92:GLU:H 2.20 0.44
3:C:221:ALA:O 3:C:222: TYR:HB2 2.17 0.44
3:1:747:ASN:N 3:1:747:ASN:HD22 2.15 0.44
3:1:448.1LE:HD13 3:1:598: VAL:HG11 2.00 0.44
1:D:204:ARG:NH2 2:E:11:SER:O 2.51 0.44
3:C:163:GLU:O 3:C:167:LEU:HD13 2.17 0.44
3:F:211:TYR:O 3:F:212:LEU.HB3 2.18 0.44
2:B:45:ARG:HG3 2:B:45:ARG:O 2.17 0.44
2:H:31:HIS:O 2:H:62:PHE:CD2 2.71 0.44
1:A:28:LEU:CD2 1:A:38:PHE:CD1 2.96 0.44
3:C:498:ALA:HB2 3:C:553:VAL:HA 1.98 0.44
3:1:628:TYR:O 3:1:632:ILE:HG12 2.18 0.44
3:C:272:GLU:OE1 3:C:331:ASN:HB2 2.17 0.44
3:F:348:ASN:HD22 3:F:348:ASN:N 2.15 0.44
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Atom-1 Atom-2 distance (A) | overlap (A)
2:H:11:SER:HA 2:H:22:PHE:O 2.18 0.43
2:E:39:LEU:CD2 2:E:80:CYS:HB3 2.47 0.43
2:B:36:GLU:HG2 2:B:83:ASN:HB3 1.98 0.43
3:C:588:ARG:HH11 | 3:C:588:ARG:HG3 1.84 0.43
1:G:191:THR:O 1:G:192:HIS:HB3 2.16 0.43
3:1:699:HIS:CD2 3:I:701:PHE:HB2 2.53 0.43
3:C:232:LEU:HD11 3:C:256:ILE:HB 1.99 0.43
1:G:90:SER.:C 1:G:92:GLU:H 2.21 0.43
1:G:121:GLN:NE2 2:H:1:.ILE:CG2 2.81 0.43
2:B:4:THR:OG1 2:B:5:PRO:HD2 2.18 0.43
3:1:348:ASN:HD22 3:1:348:ASN:N 2.16 0.43
3:C:712:LEU:HD23 3:C:712:LEU:C 2.38 0.43
3:C:493:ASN:HB2 3:C:495:LYS:HZ2 1.83 0.43
3:F:236:ASN:O 3:F:237:PHE:HB2 2.18 0.43
2:E:31:HIS:CB 2:E:32:PRO:CD 2.96 0.43
2:B:35:ILE:HD11 2:B:82:VAL:HG13 2.01 0.43
3:C:528:TRP:CG 3:C:529:ALA:N 2.87 0.43
3:F:293:ALA:HB2 3:F:339:ARG:NH1 2.33 0.43
3:1:515:HIS:CD2 3:1:518: THR:H 2.36 0.43
3:C:664:GLU:C 3:C:666: THR:N 2.72 0.43
3:F:628:TYR:O 3:F:632:ILE:HG12 2.18 0.43
1:A:115:LYS:HE3 1:A:125:GLU:OE2 2.18 0.43
1:A:98:VAL:HA 1:A:115:LYS:O 2.19 0.43
3:I:310: THR:N 3:I:311:PRO:CD 2.81 0.43
1:A:90:SER:C 1:A:92:GLU:H 2.20 0.43
1:A:126:PHE:CE2 1:A:128:PRO:HG3 2.54 0.43
3:1:125:ASP:O 3:1:129:ARG:HG3 2.19 0.43
3:F:190:ILE:HB 3:F:458:PHE:CE2 2.54 0.43
2:H:9:VAL:HG21 2:H:95: TRP:HA 1.99 0.43
1:A: 57 ILE:CA 1:A:175:LEU:HD21 2.43 0.43
3:C:122:LEU:HD12 3:C:122:LEU:N 2.34 0.43
3:F:699:HIS:CD2 3:F:701:PHE:HB2 2.53 0.43
1:G:78:VAL:HG22 3:1:622: VAL:HG11 2.01 0.43
3:1:448:.1LE:HD13 3:1:598:VAL:CG1 2.48 0.43
3:F:717:LYS:O 3:F:720:LYS:HG2 2.19 0.43
2:E:68: THR:HG22 2:E:69:GLU:O 2.18 0.43
2:H:31:HIS:CB 2:H:32:PRO:CD 2.97 0.43
1:A:194:VAL:HG22 | 1:A:199:THR:CG2 2.45 0.43
3:1:483:ASN:ND2 3:1:540:ALA:HB3 2.33 0.43
3:C:268:VAL:HG21 | 3:C:334:VAL:HG21 2.01 0.43
3:C:178:LEU:O 3:C:179:SER:C 2.55 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)
3:C:179:SER:HB3 3:C:394:LYS:HG3 2.01 0.43
3:C:243:PHE:HB3 | 3:C:274:.LEU:HD11 2.00 0.43
3:C:290:1LE:O 3:C:339:ARG:NH2 2.51 0.43
3:C:515:HIS:CD2 3:C:518: THR:H 2.37 0.43
2:E:21:ASN:N 2:E:70:PHE:O 2.46 0.43
1:A:53:VAL:C 1:A:55:SER:H 2.21 0.43
3:F:122:LEU:N 3:F:122:LEU:HD12 2.34 0.43
3:F:496:VAL:HG22 3:F:555:PHE:HB3 1.99 0.43
3:C:135:LEU:HD13 | 3:C:592:GLU:HB2 2.01 0.43
3:F:528: TRP:CG 3:F:529:ALA:N 2.86 0.43
3:F:504:THR:HG22 3:F:508:LYS:HE2 2.01 0.43
3:C:194:ASP:CG 3:C:195:SER:N 2.73 0.43
3:F:125:ASP:0O 3:F:129:ARG:HG3 2.19 0.43
1:A:131:LEU:HD21 1:A:158:ARG:CZ 2.48 0.43
3:C:699:HIS:CD2 3:C:701:PHE:H 2.36 0.43
1:G:115:LYS:HE3 1:G:125:GLU:OE2 2.18 0.43
3:F:467:LEU:HD22 3:F:548:SER:OG 2.19 0.43
2:E:37:VAL:HG22 2:E:82: VAL:HG22 2.00 0.43
3:F:178:LEU:O 3:F:179:SER:C 2.55 0.43
3:F:531:LYS:C 3:F:531:LYS:HD3 2.39 0.43
1:G:53:VAL:HG23 1:G:54:SER:N 2.34 0.43
1:D:198:VAL:CG2 1:D:199:THR:H 2.32 0.43
1:A:22:LEU:HD12 3:C:619:LEU:CD2 2.46 0.43
3:1:600:LYS:O 3:I:608:ASN:ND2 2.52 0.43
2:B:21:ASN:N 2:B:70:PHE:O 2.46 0.43
3:1:229: THR:CG2 3:1:374:LYS:HG3 2.49 0.43
3:C:544:PHE:O 3:C:548:SER:HB2 2.19 0.43
3:C:129:ARG:HB3 | 3:C:129:ARG:HH11 1.84 0.43
3:1:243:PHE:HB3 3:1:274:LEU:HD11 2.01 0.43
3:C:348:ASN:HD22 3:C:348:ASN:N 2.17 0.43
1:D:49:ARG:NH1 2:E:53:ASP:0D2 2.38 0.42
3:C:600:LYS:HB3 3:C:608:ASN:ND2 2.32 0.42
1:A:4:ARG:HG2 1:A:4:ARG:O 2.18 0.42
3:C:618:LEU:HD12 3:C:618:LEU:HA 1.81 0.42
1:G:28:LEU:HD21 1:G:38:PHE:CD1 2.54 0.42
3:1:502:LEU:O 3:1:506:ILE:HG13 2.19 0.42
2:B:9:VAL:HG21 2:B:95:TRP:HA 2.01 0.42
3:1:603:HIS:C 3:1:603:HIS:CD2 2.92 0.42
1:A:40:ASP:0OD2 1:A:40:ASP:C 2.57 0.42
3:F:588:ARG:HG3 | 3:F:588:ARG:HH11 1.84 0.42
3:[:518: THR:HG22 3:1:520: GLN:HB2 2.00 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
3:F:147:LEU:CD2 3:F:165:LEU:HD11 2.48 0.42
1:A:254:GLU:OE2 1:A:257:ARG:NH1 2.53 0.42
3:I:129:ARG:HH11 3:1:129:ARG:HB3 1.84 0.42
1:G:176:GLY:O 1:G:177:ARG:C 2.57 0.42
2:H:40:LEU:HA 2:H:44:GLU:O 2.19 0.42
1:G:202:ARG:CZ 2:H:99:MET:HG2 2.48 0.42
3:1:122:LEU:N 3:1:122:LEU:HD12 2.34 0.42
3:1:349:MET:HG2 3:1:367: THR:HA 2.01 0.42
3:F:229:THR:HA 3:F:373:VAL:O 2.19 0.42
3:1:268: VAL:HG21 3:1:334: VAL:HG21 2.01 0.42
3:C:205:LYS:O 3:C:208:ARG:NH1 2.52 0.42
1:D:126:PHE:CE2 1:D:128:PRO:HG3 2.54 0.42
3:F:290:ILE:O 3:F:339:ARG:NH2 2.52 0.42
2:E:40:LEU:HA 2:E:44:GLU:O 2.18 0.42
3:1:232:LEU:HB3 3:1:367: THR:HG23 2.00 0.42
3:F:335:GLN:NE2 3:F:336: THR:H 2.17 0.42
3:C:580:1ILE:HA 3:C:581:PRO:HD?2 1.88 0.42
3:1:135:LEU:HD13 3:1:592: GLU:HB2 2.01 0.42
3:1:178:LEU:O 3:1:179:SER:C 2.57 0.42
1:G:235:LEU:HD13 2:H:10:TYR:CZ 2.54 0.42
3:1:664:GLU:C 3:1:666: THR:N 2.73 0.42
1:G:192:HIS:CB 1:G:201:LEU:HD23 2.49 0.42
3:C:229:THR:CG2 3:C:374:LYS:HG3 2.49 0.42
1:G:66:SER.:O 1:G:70:LYS:HG3 2.18 0.42
2:H:68: THR:HG22 2:H:69:GLU:O 2.19 0.42
2:E:31:HIS:O 2:E:62:PHE:CD2 2.69 0.42
1:A:110: THR:HG22 1:A:111:GLU:N 2.35 0.42
3:1:635:MET:HE1 3:1:726:PHE:CZ 2.54 0.42
3:C:479:PHE:O 3:C:551:PRO:HG2 2.19 0.42
3:C:222: TYR:CE2 3:C:308:PRO:HG3 2.54 0.42
3:1:293:ALA:HB2 3:1:339:ARG:NH1 2.35 0.42
3:F:243:PHE:HB3 3:F:274:LEU:HD11 2.01 0.42
3:F:349:MET:HG2 3:F:367:THR:HA 2.00 0.42
3:F:211:TYR:CE2 3:F:344:LYS:HD2 2.55 0.42
3:F:129:ARG:HH11 | 3:F:129:ARG:HB3 1.84 0.42
3:1:509: THR: O 3:1:513: VAL:HG23 2.20 0.42
3:F:509: THR:O 3:F:513:VAL:HG23 2.18 0.42
1:G:63:LEU:HD21 3:1:657:- THR:HG22 2.02 0.42
1:A:206:LEU:CD1 2:B:14:PRO:HD3 2.50 0.42
3:C:263: THR:HG22 3:C:264:PHE:N 2.35 0.42
3:F:455:ALA:CB 3:F:461:VAL:HB 2.50 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

3:C:349:MET:HG2 3:C:367:-THR:HA 2.02 0.42
1:D:66:SER:O 1:D:70:LYS:HG3 2.19 0.42
3:C:640:GLN:OE1 3:C:643: TYR:HD1 2.02 0.42
1:G:198:VAL:HG23 1:G:250:VAL:O 2.20 0.42
3:1:186:HIS:CE1 3:1:316:PHE:CZ 3.08 0.42
3:F:580:1ILE:HA 3:F:581:PRO:HD2 1.88 0.42
3:F:639:LEU:HA 3:F:639:LEU:HD12 1.73 0.42
3:F:310: THR:N 3:F:311:PRO:CD 2.82 0.42
2:H:37:VAL:HG22 2:H:82:VAL:HG22 2.01 0.42
2:B:37:VAL:HG22 2:B:82: VAL:HG22 2.02 0.42
1:D:22:LEU:HD12 3:F:619:.LEU.CG 2.49 0.42
1:G:82: THR:HG23 3:1:629:ARG:NH2 2.35 0.42
1:A:192:HIS:CB 1:A:201:LEU:HD23 2.50 0.42
2:H:16:GLU:O 2:H:17:ASN:C 2.58 0.42
3:F:723:ASN:O 3:F:725:ALA:N 2.53 0.42
1:D:37:VAL:HG22 1:D:38:PHE:N 2.35 0.42
3:1:699:HIS:CD2 3:I:701:PHE:H 2.37 0.42
1:A:237:ASN:O 1:A:239:ASP:N 2.50 0.42
3:C:124:TRP:HH2 3:C:596:GLN:HG2 1.83 0.42
2:B:40:LEU:HA 2:B:44:GLU:O 2.19 0.42
2:H:4:THR:0G1 2:H:5:PRO:HD2 2.20 0.42
1:G:255:GLU:OE1 1:G:255:GLU:N 2.52 0.42
3:C:539:ASN:ND2 3:C:541:ALA:HB3 2.35 0.41
3:F:539:ASN:ND2 3:F:541:ALA:HB3 2.35 0.41
3:C:518:THR:HG22 | 3:C:520:GLN:HB2 2.01 0.41
3:C:664:GLU:O 3:C:666: THR:N 2.53 0.41
3:1:154:PRO:HA 3:1:413:GLY:O 2.19 0.41
1:D:150:HIS:ND1 3:F:640:GLN:HB3 2.35 0.41
1:G:110: THR:HG22 1:G:111:GLU:N 2.34 0.41
3:1:192: VAL:CG1 3:I:193:LYS:N 2.83 0.41
1:D:254:GLU:OE2 1:D:257:ARG:NH1 2.53 0.41
3:1:290:ILE:O 3:1:339:ARG:NH2 2.53 0.41
3:C:507:GLU:O 3:C:511:GLN:HG3 2.20 0.41
3:C:168:TYR:O 3:C:172:GLN:HG2 2.20 0.41
2:E:15:ALA:HB2 2:E:95: TRP:CZ2 2.55 0.41
3:F:664:GLU:C 3:F:666: THR:N 2.73 0.41
3:F:655:ARG:NH1 3:F:655:ARG:CG 2.81 0.41
3:1:498:ALA:HB2 3:1:553: VAL:HA 2.01 0.41
3:F:229:THR:CG2 3:F:374:LYS:HG3 2.50 0.41
3:F:149:GLU:C 3:F:151:SER:N 2.72 0.41
1:A:99:ILE:HG23 1:A:99:ILE:O 2.20 0.41

Continued on next page...




Page 40

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:C:715:ASN:ND2 3:C:731:PHE:HB2 2.34 0.41
2:E:12: ARG:NH2 2:E:22:PHE:CD2 2.78 0.41
1:D:53:VAL:C 1:D:55:SER:H 2.24 0.41
1:A:22:.LEU:O 1:A:23:SER:HB3 2.20 0.41
1:G:98:VAL:HA 1:G:115:LYS:O 2.21 0.41
3:1:593:VAL:HG23 3:1:594:ALA:N 2.35 0.41
3:1:551:PRO:HD3 3:1:682:GLU:CB 2.50 0.41
1:D:235:LEU:HB3 2:E:10:TYR:OH 2.20 0.41
1:G:254:GLU:OE2 1:G:257:ARG:NH1 2.53 0.41
3:F:446:ARG:HH11 3:F:602:THR:HA 1.85 0.41
3:F:298:PHE:CG 3:F:299:GLY:N 2.88 0.41
1:D:40:ASP:C 1:D:40:ASP:0OD2 2.59 0.41
3:F:709:LEU:HA 3:F:709:LEU:HD12 1.84 0.41
3:1:705:GLY:HA3 3:1:707:HIS:CE1 2.55 0.41
3:F:518: THR:HG22 3:F:520:GLN:CG 2.50 0.41
3:1:210: VAL:HG12 3:I:211:TYR:CD1 2.44 0.41
3:F:154:PRO:HA 3:F:413:GLY:O 2.20 0.41
1:A:53:VAL:HG23 1:A:54:SER:N 2.34 0.41
1:A:49:ARG:NH1 2:B:53:ASP:0D2 2.37 0.41
3:F:192:VAL:CG1 3:F:193:LYS:N 2.82 0.41
2:B:12:ARG:NH2 2:B:22:PHE:CD2 2.77 0.41
2:H:12:ARG:HG2 2:H:13:HIS:CE1 2.54 0.41
3:C:293:ALA:HB2 3:C:339:ARG:NH1 2.36 0.41
1:G:235:LEU:HD13 2:H:10: TYR:CE1 2.55 0.41
3:1:168:TYR:O 3:I:172: GLN:HG2 2.20 0.41
1:A:9:HIS:HB3 1:A:113:TYR:OH 2.20 0.41
3:F:712:LEU:HD23 3:F:712:LEU:C 2.40 0.41
1:A:179:VAL:O 1:A:179:VAL:HG12 2.18 0.41
1:G:40:ASP:0OD2 1:G:40:ASP:C 2.59 0.41
3:C:518:THR:HG22 3:C:520:GLN:CG 2.50 0.41
1:D:192:HIS:CB 1:D:201:LEU:HD23 2.50 0.41
3:C:150:ASN:C 3:C:153:VAL:HG22 2.41 0.41
1:G:35:LEU:CD2 1:G:35:LEU:C 2.89 0.41
1:A:35:LEU:HD23 1:A:36:PHE:N 2.36 0.41
1:G:150:HIS:CD2 1:G:153:ARG:H 2.29 0.41
1:G:121:GLN:CG 2:H:1:ILE:HG22 2.50 0.41
3:1:149:GLU:C 3:1:151:SER:N 2.73 0.41
1:A:229:PHE:HD1 1:A:230:GLU:O 2.03 0.41
3:1:191:GLN:NE2 3:1:222: TYR:H 2.18 0.41
3:C:603:HIS:C 3:C:603:HIS:CD2 2.93 0.41
3:1:704:SER.:O 3:1:707:HIS:CE1 2.74 0.41

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

3:F:493:ASN:HB2 3:F:495:LYS:HZ2 1.86 0.41
1:G:49:ARG:HD2 2:H:53:ASP:0OD2 2.21 0.41
2:B:79:ALA:HB1 2:B:93:VAL:O 2.20 0.41
1:G:110: THR:CG2 1:G:111:GLU:N 2.83 0.41
2:B:16:GLU:O 2:B:17:ASN:C 2.58 0.41
1:A:198:VAL:HG23 1:A:250:VAL:O 2.21 0.41
3:C:263: THR:CG2 3:C:264:PHE:N 2.84 0.41
3:F:232:LEU:HB3 | 3:F:367:THR:HG23 2.01 0.41
3:1:723:ASN:O 3:I:725:ALA:N 2.53 0.41
2:H:21:ASN:N 2:H:70:PHE:O 2.45 0.41
3:C:205:LYS:HB3 3:C:205:LYS:NZ 2.35 0.41
1:A:206:LEU:HD11 2:B:14:PRO:HD3 2.02 0.41
3:1:124: TRP:HH?2 3:1:596: GLN:HG2 1.85 0.41
3:C:353:CYS:HB2 3:C:363:CYS:O 2.21 0.41
3:I.712:LEU:HD23 3:1.712:LEU:C 2.40 0.41
1:G:35:LEU:HD23 1:G:36:PHE:N 2.35 0.41
1:D:146:GLU:CD 3:F:629:ARG:HH22 2.24 0.41
1:A:110: THR:CG2 1:A:111:GLU:N 2.83 0.41
3:1:147:LEU:CD2 3:1:165:LEU:HD11 2.50 0.41
2:E:4:THR:OG1 2:E:5:PRO:HD2 2.21 0.41
1:G:9:HIS:HB3 1:G:113:TYR:OH 2.20 0.41
3:F:603:HIS:CD2 3:F:603:HIS:C 2.94 0.41
3:1:298:PHE:.CG 3:1:299:GLY:N 2.88 0.41
3:F:236:ASN:HD21 3:F:258:ARG:HE 1.68 0.41
3:F:241:LYS:O 3:F:244.GLU:HB3 2.21 0.41
1:A:120:GLY:CA 2:B:31:HIS:CE1 3.04 0.41
3:1:655:ARG:CG 3:1:655:ARG:NH1 2.81 0.41
1:G:194:VAL:HG22 | 1:G:199:THR:CG2 2.44 0.41
3:1:667:ASP:HB3 3:I:670: VAL:CG1 2.48 0.41
3:F:166:ALA:HB1 3:F:389:ILE:HD13 2.02 0.41
3:C:241:LYS:O 3:C:244:GLU:HB3 2.21 0.41
1:D:57:ILE:HG12 1:D:175:LEU:HD21 2.03 0.41
1:A:198:VAL:CG2 1:A:199:THR:H 2.32 0.41
1:A:37:VAL:HG22 1:A:38:PHE:N 2.35 0.41
1:D:213:ILE:HG12 1:D:214: THR:N 2.36 0.41
2:B:12:ARG:HG2 2:B:13:HIS:CE1 2.56 0.41
3:F:268:VAL:HG21 | 3:F:334:VAL:HG21 2.02 0.41
3:C:125:ASP:0O 3:C:129:ARG:HG3 2.20 0.41
3:F:194:ASP:CG 3:F:195:SER:N 2.74 0.41
3:C:260:GLY:C 3:C:262:ILE:H 2.22 0.41
1:A:11:LEU:O 1:A:27:ALA:HA 2.21 0.41

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
3:C:298:PHE:CG 3:C:299:GLY:N 2.88 0.41
3:C:723:ASN:O 3:C:725:ALA:N 2.54 0.41
1:D:28:LEU:HD21 1:D:38:PHE:CD1 2.55 0.41
3:F:551:PRO:HD3 3:F:682:GLU:CB 2.51 0.41
3:C:229: THR:HA 3:C:373:VAL:O 2.21 0.41
2:H:15:ALA:HB2 2:H:95: TRP:CZ2 2.56 0.41
3:F:429:LEU:O 3:F:433:PHE:HD1 2.04 0.41
2:H:76:ASP:O 2:H:97:ARG:NH2 2.54 0.41
2:E:76:ASP:O 2:E:97:ARG:NH2 2.54 0.41
1:G:230:GLU:H 1:G:230:GLU:CD 2.25 0.41
3:C:531:LYS:HD3 3:C:531:LYS:C 2.41 0.41
3:C:705:GLY:HA3 3:C:707:HIS:CE1 2.56 0.40
3:I:518: THR:HG22 3:1:520: GLN:CG 2.50 0.40
3:1:150:ASN:C 3:1:153: VAL:HG22 2.41 0.40
1:G:74:HIS:HB3 3:1:646:ARG:NH1 2.36 0.40
3:C:455:ALA:CB 3:C:461:VAL:HB 2.51 0.40
2:B:13:HIS:O 2:B:21:ASN:OD1 2.39 0.40
2:B:11:SER:HA 2:B:22:PHE:O 2.20 0.40
3:1:350: GLU:O 3:1:365:MET:O 2.39 0.40
3:F:704:SER:O 3:F:707:HIS:CE1 2.75 0.40
3:C:149:GLU:C 3:C:151:SER:N 2.74 0.40
1:G:67:GLN:HE22 3:1:657:THR:HB 1.85 0.40
3:C:392:VAL:HG22 3:C:393:ILE:N 2.36 0.40
1:A:235:LEU:HD13 2:B:10:TYR:CE1 2.56 0.40
1:G:6:HIS:HA 1:G:32:ASP:0OD1 2.21 0.40
3:F:448:ILE:HD13 3:F:598:VAL:CG1 2.51 0.40
3:1:505:LEU:HD12 3:1:505:LEU:O 2.21 0.40
1:D:6:HIS:HA 1:D:32:ASP:OD1 2.21 0.40
1:A:53:VAL:HA 1:A:57:ILE:HG13 2.02 0.40
1:D:145:LEU:HB3 1:D:149:ARG:NH2 2.36 0.40
3:1:263: THR:HB 3:1:266:GLU:CG 2.50 0.40
1:A:28:LEU:HD21 1:A:38:PHE:CD1 2.56 0.40
3:C:186:HIS:CE1 3:C:316:PHE:CZ 3.10 0.40
3:C:319:THR:CG2 3:C:321:PHE:H 2.32 0.40
3:F:593:VAL:HG23 3:F:594:ALA:N 2.36 0.40
3:C:691:SER:HA 3:C:692:PRO:HD3 1.94 0.40
3:1:353:CYS:HB2 3:1:363:CYS:0O 2.22 0.40
3:I:190:1LE:HB 3:1:458:PHE:CE2 2.55 0.40
3:F:518: THR:HG22 3:F:520:GLN:CB 2.51 0.40
3:F:664:GLU:O 3:F:666: THR:N 2.54 0.40
3:C:154:PRO:HA 3:C:413:GLY:O 2.21 0.40
Continued on next page...
grbB




Page 43 Full wwPDB X-ray Structure Validation Report 1DE4

Continued from previous page...

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

3:1:455:ALA:HB3 3:1:461:VAL:HB 2.04 0.40
3:C:335:GLN:NE2 3:C:336: THR:H 2.19 0.40
1:D:9:HIS:CE1 1:D:30: TYR:HB2 2.57 0.40
3:F:168:TYR:O 3:F:172:GLN:HG2 2.21 0.40
1:G:247:THR:CG2 1:G:248:LEU:N 2.85 0.40
3:F:272:GLU:OE1 3:F:331:ASN:HB2 2.22 0.40
1:A:50:THR:HG22 1:A:52:TRP:CD1 2.56 0.40
1:G:110:THR:HG21 | 1:G:166:PRO:HG3 2.02 0.40
3:F:618:LEU:HA 3:F:618:LEU:HD12 1.84 0.40
3:C:435:ASP:0O 3:C:436:MET:C 2.60 0.40
3:C:448:ILE:HD13 3:C:598:VAL:CG1 2.51 0.40
2:E:68: THR:HG22 2:E:69:GLU:N 2.36 0.40
3:1:194:ASP:CG 3:1:195:SER:N 2.75 0.40
3:C:132:SER:O 3:C:136:ASP:OD1 2.39 0.40
3:C:708: THR:HG22 3:C:711:ALA:N 2.03 0.40
3:F:386:1LE:HG22 3:F:387:LEU:N 2.37 0.40
3:C:153:VAL:HG23 3:C:161:LYS:CE 2.47 0.40
3:F:150:ASN:HA 3:F:153:VAL:HG13 2.03 0.40
1:A:35:LEU:CD2 1:A:35:LEU:C 2.90 0.40
3:1:122:LEU:O 3:1:123:TYR:CB 2.59 0.40
3:F:600:LYS:HB3 3:F:608:ASN:ND2 2.33 0.40
3:F:506:1LE:O 3:F:510:MET:HG3 2.22 0.40
3:F:435:ASP:0O 3:F:436:MET:C 2.59 0.40
3:C:496:VAL:HG22 | 3:C:555:PHE:HB3 2.03 0.40
3:C:551:PRO:HD3 3:C:682:GLU:CB 2.52 0.40
3:C:350:GLU:O 3:C:365:-MET:O 2.39 0.40
3:C:163:GLU:HG3 | 3:C:387:LEU:HD12 2.03 0.40
3:C:203:VAL:HG22 | 3:C:210:VAL:HG12 2.04 0.40
3:1:439:LYS:C 3:1:441:GLY:H 2.25 0.40
1:D:250:VAL:HG11 | 1:D:258:TYR:CE1 2.57 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)
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.
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The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles |
1 A 270/275 (98%) 233 (86%) | 24 (9%) | 13 (5%)
1 D 270/275 (98%) 230 (85%) | 26 (10%) | 14 (5%)
1 G 270/275 (98%) 230 (85%) | 27 (10%) | 13 (5%)
2 B 97/99 (98%) 83 (86%) 9 (9%) 5 (5%)
2 E 97/99 (98%) 84 (87%) 8 (8%) 5 (5%)
2 H 97/99 (98%) 84 (87%) 8 (8%) 5 (5%)
3 C 633/640 (99%) 575 (91%) | 45 (%) | 13 (2%)
3 F 633/640 (99%) 572 (90%) | 47 (%) | 14 (2%)
3 | 633/640 (99%) 573 (90%) | 47 (7%) | 13 (2%)

All All 3000/3042 (99%) | 2664 (89%) | 241 (8%) | 95 (3%)

All (95) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 19 ASP
1 A 22 LEU
1 A 44 ARG
2 B 31 HIS
3 C 153 VAL
3 C 722 ASN
3 C 724 GLY
3 C 725 ALA
3 C 752 ASP
1 D 19 ASP
1 D 22 LEU
1 D 44 ARG
2 E 31 HIS
3 F 153 VAL
3 F 205 LYS
3 F 722 ASN
3 F 724 GLY
3 F 725 ALA
3 F 752 ASP
1 G 19 ASP
1 G 22 LEU
1 G 44 ARG
2 H 31 HIS

Continued on next page...
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Mol | Chain | Res | Type
3 I 153 VAL
3 | 205 LYS
3 I 722 ASN
3 I 724 GLY
3 I 725 ALA
3 I 752 ASP
1 A 177 ARG
2 B 17 ASN
3 C 212 LEU
3 C 366 VAL
3 C 440 ASP
1 D 177 ARG
1 D 255 GLU
1 D 256 GLN
2 E 17 ASN
3 F 366 VAL
3 F 440 ASP
1 G 177 ARG
2 H 17 ASN
3 I 210 VAL
3 I 366 VAL
3 I 440 ASP
1 A 23 SER
1 A 90 SER
1 A 255 GLU
1 A 256 GLN
2 B 32 PRO
3 C 150 ASN
3 C 208 ARG
1 D 23 SER
1 D 90 SER
2 E 32 PRO
3 F 150 ASN
1 G 23 SER
1 G 90 SER
1 G 255 GLU
1 G 256 GLN
2 H 32 PRO
3 I 150 ASN
1 A 50 THR
1 A 239 ASP
2 B 97 ARG

Continued on next page...
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Mol | Chain | Res | Type
3 C 123 TYR
3 C 360 ASP
3 C 665 LYS
1 D 50 THR
1 D 207 ASN
2 E 97 ARG
3 F 360 ASP
1 G 50 THR
1 G 207 ASN
2 H 97 ARG
1 A 207 ASN
1 D 239 ASP
3 F 123 TYR
3 F 665 LYS
1 G 239 ASP
3 I 123 TYR
3 I 360 ASP
1 A 236 PRO
1 D 16 SER
1 D 236 PRO
2 E 90 PRO
3 F 237 PHE
1 G 236 PRO
2 H 90 PRO
3 I 237 PHE
2 B 90 PRO
1 D 252 PRO
1 G 252 PRO
1 A 252 PRO
3 F 210 VAL

5.3.2 Protein sidechains (1)

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

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 244/249 (98%) 230 (94%) 14 (6%) 25 b8
Continued on next page...
¢PDB
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 D 244/249 (98%) 230 (94%) 14 (6%) 25 58

1 G 244/249 (98%) 230 (94%) 14 (6%) 25 58

2 B 92/94 (98%) 88 (96%) 4 (4%) 35 70

2 E 92/94 (98%) 88 (96%) 4 (4%) 35 70

2 H 92/94 (98%) 88 (96%) 4 (4%) 35 70

3 C 544 /549 (99%) 504 (93%) | 40 (7%) 177 43

3 F 544 /549 (99%) 506 (93%) | 38 (7%) 19 47

3 I 544 /549 (99%) 505 (93%) | 39 (7%) 181 45
All All 2640/2676 (99%) | 2469 (94%) | 171 (6%) 21 52

All (171) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 4 ARG
1 A 13 MET
1 A 18 GLN
1 A 19 ASP
1 A 34 GLN
1 A 35 LEU
1 A 41 HIS
1 A 74 HIS
1 A 153 ARG
1 A 197 SER
1 A 232 LYS
1 A 245 TRP
1 A 255 GLU
1 A 269 GLN
2 B 19 LYS
2 B 21 ASN
2 B 51 HIS
2 B 70 PHE
3 C 146 LEU
3 C 152 TYR
3 C 153 VAL
3 C 155 ARG
3 C 160 GLN
3 C 181 VAL
3 C 183 ARG
3 C 184 ASP

Continued on next page...
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Mol | Chain | Res | Type
3 C 205 LYS
3 C 206 ASN
3 C 223 SER
3 C 227 THR
3 C 229 THR
3 C 242 ASP
3 C 247 TYR
3 C 297 PHE
3 C 319 THR
3 C 324 SER
3 C 336 THR
3 C 353 CYS
3 C 365 MET
3 C 376 THR
3 C 453 TRP
3 C 533 GLU
3 C 535 LEU
3 C 539 ASN
3 C 558 CYS
3 C 559 GLU
3 C 583 LEU
3 C 588 ARG
3 C 612 GLU
3 C 618 LEU
3 C 639 LEU
3 C 646 ARG
3 C 655 ARG
3 C 664 GLU
3 C 708 THR
3 C 709 LEU
3 C 716 LEU
3 C 753 VAL
1 D 4 ARG
1 D 13 MET
1 D 18 GLN
1 D 19 ASP
1 D 34 GLN
1 D 35 LEU
1 D 41 HIS
1 D 74 HIS
1 D 153 ARG
1 D 197 SER

Continued on next page...
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Mol | Chain | Res | Type
1 D 232 LYS
1 D 245 TRP
1 D 255 GLU
1 D 269 GLN
2 E 19 LYS
2 E 21 ASN
2 E 51 HIS
2 E 70 PHE
3 F 146 LEU
3 F 152 TYR
3 F 153 VAL
3 F 155 ARG
3 F 160 GLN
3 F 181 VAL
3 F 183 ARG
3 F 184 ASP
3 F 223 SER
3 F 227 THR
3 F 229 THR
3 F 242 ASP
3 F 247 TYR
3 F 297 PHE
3 F 319 THR
3 F 324 SER
3 F 336 THR
3 F 353 CYS
3 F 365 MET
3 F 376 THR
3 F 453 TRP
3 F 533 GLU
3 F 535 LEU
3 F 539 ASN
3 F 558 CYS
3 F 559 GLU
3 F 583 LEU
3 F 588 ARG
3 F 612 GLU
3 F 618 LEU
3 F 639 LEU
3 F 646 ARG
3 F 655 ARG
3 F 664 GLU

Continued on next page...
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Mol | Chain | Res | Type
3 F 708 THR
3 F 709 LEU
3 F 716 LEU
3 F 753 VAL
1 G 4 ARG
1 G 13 MET
1 G 18 GLN
1 G 19 ASP
1 G 34 GLN
1 G 35 LEU
1 G 41 HIS
1 G 74 HIS
1 G 153 ARG
1 G 197 SER
1 G 232 LYS
1 G 245 TRP
1 G 255 GLU
1 G 269 GLN
2 H 19 LYS
2 H 21 ASN
2 H 51 HIS
2 H 70 PHE
3 I 146 LEU
3 I 152 TYR
3 I 153 VAL
3 I 155 ARG
3 I 160 GLN
3 I 181 VAL
3 I 183 ARG
3 I 184 ASP
3 I 204 ASP
3 I 223 SER
3 I 227 THR
3 I 229 THR
3 I 242 ASP
3 I 247 TYR
3 I 297 PHE
3 I 319 THR
3 I 324 SER
3 I 336 THR
3 I 353 CYS
3 I 365 MET

Continued on next page...
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Mol | Chain | Res | Type
3 I 376 THR
3 | 453 TRP
3 I 533 GLU
3 I 535 LEU
3 I 539 ASN
3 I 558 CYS
3 I 559 GLU
3 I 583 LEU
3 I 588 ARG
3 I 612 GLU
3 | 618 LEU
3 I 639 LEU
3 I 646 ARG
3 I 655 ARG
3 | 664 GLU
3 I 708 THR
3 I 709 LEU
3 | 716 LEU
3 I 753 VAL

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (113) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 9 HIS
1 A 18 GLN
1 A 67 GLN
1 A 74 HIS
1 A 87 HIS
1 A 97 GLN
1 A 121 GLN
1 A 123 HIS
1 A 150 HIS
1 A 156 GLN
1 A 157 ASN
1 A 168 GLN
1 A 256 GLN
1 A 261 GLN
1 A 269 GLN
2 B 13 HIS
2 B 21 ASN
2 B 31 HIS
2 B 51 HIS

Continued on next page...
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Mol | Chain | Res | Type
2 B 83 ASN
3 C 160 GLN
3 C 191 GLN
3 C 198 ASN
3 C 206 ASN
3 C 215 ASN
3 C 236 ASN
3 C 302 HIS
3 C 379 ASN
3 C 483 ASN
3 C 493 ASN
3 C 515 HIS
3 C 539 ASN
3 C 603 HIS
3 C 608 ASN
3 C 640 GLN
3 C 684 HIS
3 C 699 HIS
3 C 747 ASN
1 D 9 HIS
1 D 18 GLN
1 D 64 GLN
1 D 67 GLN
1 D 74 HIS
1 D 87 HIS
1 D 97 GLN
1 D 121 GLN
1 D 123 HIS
1 D 150 HIS
1 D 157 ASN
1 D 168 GLN
1 D 207 ASN
1 D 222 GLN
1 D 256 GLN
1 D 261 GLN
1 D 269 GLN
2 E 21 ASN
2 E 51 HIS
2 E 83 ASN
3 F 160 GLN
3 F 191 GLN
3 F 198 ASN

Continued on next page...
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Mol | Chain | Res | Type
3 F 215 ASN
3 F 236 ASN
3 F 302 HIS
3 F 318 HIS
3 F 379 ASN
3 F 401 HIS
3 F 483 ASN
3 F 493 ASN
3 F 515 HIS
3 F 539 ASN
3 F 603 HIS
3 F 608 ASN
3 F 684 HIS
3 F 699 HIS
3 F 743 GLN
3 F 47 ASN
1 G 9 HIS
1 G 18 GLN
1 G 67 GLN
1 G 87 HIS
1 G 97 GLN
1 G 121 GLN
1 G 150 HIS
1 G 156 GLN
1 G 157 ASN
1 G 168 GLN
1 G 222 GLN
1 G 256 GLN
1 G 261 GLN
1 G 269 GLN
2 H 21 ASN
2 H 31 HIS
2 H 51 HIS
2 H 83 ASN
3 | 160 GLN
3 I 191 GLN
3 I 198 ASN
3 I 215 ASN
3 I 236 ASN
3 I 302 HIS
3 I 318 HIS
3 I 379 ASN

Continued on next page...
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Mol | Chain | Res | Type
3 I 483 ASN
3 | 493 ASN
3 I 515 HIS
3 I 539 ASN
3 I 603 HIS
3 I 608 ASN
3 I 640 GLN
3 I 699 HIS
3 I 743 GLN
3 I 747 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 7 ligands modelled in this entry, 3 are monoatomic - leaving 4 for Mogul analysis.

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

Mol | Type | Chain | Res | Link Count?onfgl\/[lg;gt;lés\Z | > 2 CountsBOIPI{i/[ESHZIglj;Z | > 2
NAG C 900 14,14,15 | 0.63 0 15,19,21 | 0.84 1 (6%)
NAG | F | 901 14,1415 | 0.55 0 15,1921 | 0.93 | 1 (6%)
GOL | & [309| - 555 | 1.73 | 2(40%) | 555 | 0.87 0
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | RMSZ | #(7| > 2| Counts | RMSZ | #|Z| > 2
4 NAG I 902 3 14,14,15 | 0.44 0 15,19,21 | 1.09 2 (13%)

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
1 | NAG | C 900 3 - 0/6/23/26 | 0/1/1/1
i [NAG| F |90l 3 - 0/6/23/26 | 0/1/1/1
6 | GOL| G |300]| - - 0/4/4/4 | 0/0/0/0
1 [NAG | I |90z 3 - 0/6/23/26 | 0/1/1/1
All (2) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
6 G 309 | GOL | C3-C2 | 2.06 1.60 1.52
6 G 309 | GOL | 02-C2 | 2.84 1.52 1.43
All (4) bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
4 F 901 | NAG | C2-N2-C7 | -3.02 119.16 123.04
4 I 902 | NAG | C2-N2-C7 | -2.87 119.36 123.04
4 C 900 | NAG | C2-N2-C7 | -2.71 119.56 123.04
4 I 902 | NAG | C4-C3-C2 | -2.06 108.03 111.23

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 3 short contacts:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

6

G

309

GOL

3

0

5.7 Other polymers (i)

There are no such residues in this entry.

means
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5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage
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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/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
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