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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



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

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

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 2.90 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 | Il 26
Ramachandran outliers 0 T 2. 1%
Sidechain outliers NN 0 I 5.7%
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 1668 (2.90-2.90)
Ramachandran outliers 100387 1630 (2.90-2.90)
Sidechain outliers 100360 1632 (2.90-2.90)

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 994 55% 41%
1 B 994 56% 40%
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2  Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 15418 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 Sarcoplasmic/endoplasmic reticulum calcium ATPase 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 994 7671 4876 1287 1451 57 0 0 0
Total C N O S
1 B 994 7671 4876 1287 1451 57 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 994 GLY ASP SEE REMARK 999 | UNP P04191
B 994 GLY ASP SEE REMARK 999 | UNP P04191

e Molecule 2 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Ca
2 B 2 5 5 0 0
Total Ca
2 A 2 5 5 0 0

e Molecule 3 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 B 1 Total Mg 0 0
1 1
3 A 1 Toltal l\qg 0 0

e Molecule 4 is PHOSPHOMETHYLPHOSPHONIC ACID ADENYLATE ESTER (three-
letter code: ACP) (formula: 011H18N5012P3).


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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N \LH
o]
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
4 A 1 31 11 5 12 3 0 0
Total C N O P
4 B 1 31 11 5 12 3 0 0
e Molecule 5 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
5 A 4 4 4 0 0
Total O
5 B 4 4 4 0 0
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41%

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

55%
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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
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

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

3 Residue-property plots (i)
Note EDS was not executed.
e Molecule 1: Sarcoplasmic/endoplasmic reticulum calcium ATPase 1

Page 5
Chain A:

T6d
063
68A
884

-II-@
©
- II

LLK
LY

YLA

0.0

991
S9'T

€94
TOA

091
650

eloic
4}

Ta1
183

L9

el

evY
Thd

6EN

ZqL

oca
61S
8TA

914

(4]
T1d

- -
10 © ©
o wn ©v

ca
™

0921

99Td
eietac

€921

1820
05z
69271

Lyl
oveH

Ll

heh
£v2a

13741
ovey

Lgea
9ETH
S€TI
TecH
9TTL

£TTA

L

81Ty

j459%

CITL

07Ts
oogn
zozh
66TV
961d
S6Td
¥6TA

€6Td
{45

06TH

€873

18TL
0871

LLTD
9.L1d

8EES
Leged
9geT
SEES

[433

ogeN

9TEN
Sced
veed

LIEL
9TEL
S1€l
71EN

cred
11€1

60€d
80€d
LOEI
90€V
SO0EV
w0EA
€0EV

€621
{441

06zH
68CI

.8TS
98CH

28cd

6.cd

3

LT

€.21

TLZA
oLcy
69CA

9921

voTI
£9CA

0Z%d
6171

9T%I
STHL

€191
crva
13578
0T%1
L0%4
[ 4028
L6E%
veex

68X

+
3

08EN
6LET
8LES

v.LED
€LEA

TLEY
0.€a
69€1

L9€4

1

T9EN

6GEN

LSEL

SGEL
v3€D

caen
18€Q

LYEA

7veED

TYET

0ved

6294

LTSA

j44: ]

0Tsd
6154

ST9)

€184

908V

€088

9671
S6%S

£6%S
267N
T6%4

9871

£8%4

8%%

QLYI

TLYN

0LYY

L9%¥

2991

09%Y
697N
89%d

6%VA
8%¥'1
L¥PL
i

4441
£¥PL
(44748
TYPL

LEVA
9EPN

GTY1

i44°20

0ToY

L09A
9093

v09¥
€09d
209d
T09a

LBSA
9639A

€694
T6SL
T69T

683L
885H

98GH

894
€894

089a
6.9a

9LSH

998L

€99V

0954

84691
L8Sa

€899
[4ciel;)

6791
8%3A

SPSI

£v3sd

T#SA
0%ad

GESA

LESYH

G€9I
eV

8ToN

0944
6SL0

TS.LY

LYLA
OvLY

€9LI
6ELN

8€.La
LELA

SE€LT

ceLE
TELS
0ELY

-

STLY

9683

£68V

0681

3

9881

€884
C88H

6,80

9180

0481
6980

L98K
998L

%980

0983

¥E6T

626A
8T6M
L26d
9T6d
STEN
YT

2T6'1
1268

L16S
9161
S16S
YI6N

L061

%061
£06A

T06T

868L

968d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

Full wwPDB X-ray Structure Validation Report 1VEFP

Page 6

£663

1

6864
886V

9864

e Molecule 1

7861

1860
0861

ic reticulum calcium ATPase 1

Sarcoplasmic/endoplasm

40%

56%

Chain B

16d
063
68A
884

LLA
9LY

BLA

0LD

991
9971

€94
(42

091
690

gqqd
Y91

[4:y¢
188

L9

SvE

evY
cvd

6EN

(448

0za
61S
8TA

9Td

(4%
11d

-
II‘”
1%
<0
o)
=]

95
SH

ca
TH

LLTD
9L1a
SLTA

9911

791d
€911

19TV

84T
L914a
9419
SGTA
vaTv

TSTA
0GTI
671a
8%1D
Ly1d

4410

157425
0TI

8ETh
LETA
9£18

62TA
8T

(4429

0ZTH
6111

L1138
9TTI

TTIN
807Th

LOTH
90TA

w0TA
€0TI

86T

761
€64

vocCI
€9CA

0921

9924
G52d

€821

182h
0szh
6721

PAZAN
9%TH

+

¥eh
£¥cH

15744

1N
21Tl

012s
90TN
coeh
661V
161d
961a
967d
B6TA
€61d
€818

T8TL
0811

(474585

0ved

8EES
Lged
9€eT
SEES

o
™ -
™
=]

0EEN

9CEN
gced
ey

LTEL
9T€eL
STel
PIEN

Zred
TIET

60€d
80€d
LOEI
90V
S0EY
Y0EA
€0EY

€621
26TV

062Y
6821

18TS
982D

Z8td

6.Lcd

3

SLTN

€LT1

TLTA
0LTy
69TA

9921

(474748
Yol

LETA
9EPY

STH'T

(4-0)
61%1

STHL

€1%1
[45£

0T¥%1

20%I

L6€Y

veed

68EX

6.7
8LES

vLED
£€Le0

TLEX
0Lea
69€1

L9gd

1

TOEW

6GEN

LGEL

9GeL
vaed

cged
TSea

LYEA

7%€0

TPSA
0%sd

SESA

6294

LTSK

74cts

0Tgd
6193

ST9Y
€194
908V
€0SS
96%A
S6%S
Y6%IH
£6%S

45’8
T6%4

I

S8%1

£8%4

89y
SL7I
TLYN
0L%Y
L9%Y
29%1
09%4
6G%A
8G%d
{4421
677N
8v¥1
LYPL
9YvL

i4441
€YPL

8T9oN

%291

0Z9d

LO9A
9093

7094
€09d
209d
1090

665N

L6SA
96SA

€694
26SL
1691

689L
8894

9894

%894
£89Y

089a
6450

9LSHW

9991

€99V

0994

8GGL
L880a

£89D
CT9SM

6791
873

SHSI

evsa

STLY

0TLW

8TLI
LTLD

+

TN

60Ld
80LY

S0LA

+

691

7691

2690

+

8891

789
£89H

189d
0893

993

6€91
8€9Y4
LE9Y

S€9I
veoy

0z8d
67184

9181

T18d
0T8N

L0817

v08Y

86.LA
L6LT

0647

88LI

¥8.d
€8.1

LLLT
9LL4

YLLD
E€LLA
TLLA

0LLD
69LA
89LN

99.8
S9LI
79.L1
E€9LK
0944
9.4

LYLA

1061

868L

968d
9683

£68Y

0681

3

9881

€884
C88H

6.80

9180

081
6980

L98K
998L

%989
£98d

0983
638V

9684
9G8M
basn

6781

Ly8Y

S¥8D
a2°7
E£Y8L

98D
081

LEBR
oe8y

£€81
TEBM

0€8S
6281

7861

7860

E61

6261
8T6M
Lg6d
9¢6d

j44:1S

TT61
4

9161
S168
16N
L06I

061
€067

6864
886Y

9864

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 7 Full wwPDB X-ray Structure Validation Report 1VEFP

4 Data and refinement statistics (i)

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

Property Value Source
Space group P1211 Depositor
Cell constants 90.92A 123.62A 151.82A .
Depositor
a, b, c,a, 3,7 90.00° 107.21°  90.00°
Resolution (A) 15.00 - 2.90 Depositor
7 Data completencss 98.9 (15.00-2.90) Depositor
(in resolution range)
Rinerge 0.06 Depositor
Raym (Not available) Depositor
Refinement program CNS 1.1 Depositor
R, Rree 0.247 , 0.287 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 15418 wwPDB-VP
Average B, all atoms (A2) 73.0 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: CA,
ACP, MG

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

. Bond lengths Bond angles
Mol | Chain | p\1q7 #é\ >5 | RMSZ #é\ >5
1 A 0.43 | 0/7812 | 0.62 | 2/10592 (0.0%)
1 B 0.47 | 0/7812 | 0.64 | 2/10592 (0.0%)
All All 0.45 | 0/15624 | 0.63 | 4/21184 (0.0%)

There are no bond length outliers.

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 B 413 | LEU | CA-CB-CG | 7.94 133.56 115.30
1 A 413 | LEU | CA-CB-CG | 7.78 133.18 115.30
1 A 81 GLY N-CA-C 6.03 128.17 113.10
1 B 81 GLY N-CA-C 2.98 128.04 113.10

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 7671 0 7763 414 0
1 B 7671 0 7763 409 0
2 A 2 0 0 0 0
2 B 2 0 0 0 0
3 A 1 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 B 1 0 0 0 0
4 A 31 0 14 1 0
4 B 31 0 14 1 0
3 A 4 0 0 0 0
d B 4 0 0 0 0
All All 15418 0 15554 820 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 (820) close contacts within the same asymmetric unit are listed below, sorted by their clash

magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:52:LEU:HB3 1:A:106:VAL:HG23 1.41 1.01
1:B:52:LEU:HB3 1:B:106:VAL:HG23 1.41 1.00
1:B:600:LEU:HD12 | 1:B:602:PRO:HD3 1.50 0.92
1:B:140:ILE:HD12 1:B:141:LYS:H 1.36 0.90
1:A:773:VAL:HG23 | 1:A:845:GLY:HA3 1.54 0.90
1:A:246:LYS:HE3 1:A:251:GLN:HG2 1.54 0.89
1:A:600:LEU:HD12 | 1:A:602:PRO:HD3 1.53 0.89
1:A:573:ARG:HH11 | 1:A:573:ARG:HG2 1.37 0.88
1:B:246:LYS:HE3 1:B:251:GLN:HG2 1.54 0.87
1:B:773:VAL:HG23 | 1:B:845:GLY:HA3 1.54 0.87
1:A:963:ASP:HB2 1:A:966:GLN:HG3 1.57 0.86
1:A:952:PRO:HG3 | 1:B:111:ASN:HD21 1.41 0.86
1:B:573:ARG:HH11 | 1:B:573:ARG:HG2 1.41 0.84
1:A:140:1ILE:HD12 1:A:141:LYS:H 1.41 0.84
1:B:963:ASP:HB2 1:B:966:GLN:HG3 1.58 0.83
1:A:156:GLY:HA2 1:A:726:VAL:CG1 2.07 0.83
1:B:156:GLY:HA2 1:B:726:VAL:CG1 2.09 0.82
1:B:65:LEU:CD2 1:B:309:GLU:HG2 2.09 0.82
1:A:247:THR:HG22 | 1:A:337:PRO:HG3 1.61 0.82
1:A:65:LEU:CD2 1:A:309:GLU:HG2 2.10 0.82
1:B:770:GLY:HA3 | 1:B:844:VAL:HG23 1.63 0.81
1:A:947:ILE:HA 1:A:953:LEU:HD23 1.62 0.81
1:A:287:SER:HB2 1:A:289:ILE:HG22 1.62 0.81
1:B:988:ALA:HA 1:B:992:LEU:HD12 1.63 0.81
1:A:558:THR:HG22 | 1:A:634:ALA:HB1 1.63 0.81
1:A:770:GLY:HA3 | 1:A:844:VAL:HG23 1.63 0.81
1:B:947:.ILE:HA 1:B:953:LEU:HD23 1.61 0.81
1:B:558: THR:HG22 | 1:B:634:ALA:HBI1 1.63 0.80

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

1:A:161:ALA:HA 1:A:210:SER:HB2 1.64 0.80
1:B:287:SER:HB2 1:B:289:1LE:HG22 1.62 0.80
1:B:247:THR:HG22 | 1:B:337:PRO:HG3 1.62 0.80
1:B:679:VAL:HG22 1:B:683:HIS:CB 2.11 0.80
1:B:903:VAL:HA 1:B:970:VAL:HG13 1.64 0.80
1:A:988:ALA:HA 1:A:992:LEU:HD12 1.63 0.79
1:A:903:VAL:HA 1:A:970:VAL:HG13 1.64 0.79
1:B:181:THR:OG1 1:B:183:GLU:HG2 1.83 0.79
1:A:840:1ILE:HD13 | 1:A:980:LEU:HD23 1.65 0.79
1:B:65:LEU:HD22 1:B:309:GLU:HG2 1.65 0.79
1:B:161:ALA:HA 1:B:210:SER:HB2 1.65 0.78
1:A:679:VAL:HG22 1:A:683:HIS:CB 2.14 0.78
1:B:844:VAL:HG12 | 1:B:907:ILE:HD13 1.66 0.78
1:B:964:LEU:HD12 1:B:964:LEU:H 1.49 0.78
1:B:541:VAL:O 1:B:545:.1LE:HG12 1.85 0.77
1:A:65:LEU:HD22 1:A:309:GLU:HG2 1.66 0.77
1:B:708:ALA:HB3 1:B:709:PRO:HD3 1.67 0.77
1:A:181: THR:OG1 1:A:183:GLU:HG2 1.85 0.77
1:A:964:LEU:HD12 1:A:964:LEU:H 1.50 0.77
1:B:624:1LE:HG21 1:B:684:LYS:HG2 1.67 0.76
1:A:708:ALA:HB3 1:A:709:PRO:HD3 1.67 0.76
1:A:773:-VAL:CG2 1:A:845:GLY:HA3 2.15 0.76
1:B:876:CYS:HB3 1:B:883:PHE:CE2 2.21 0.76
1:A:271:VAL:HG22 | 1:A:776:PHE:HE1 1.50 0.76
1:A:567:ARG:HG2 | 1:A:591:LEU:HD23 1.68 0.76
1:B:773:VAL:CG2 1:B:845:GLY:HA3 2.15 0.75
1:A:847:ALA:HB1 1:A:973:ILE:HD12 1.68 0.75
1:A:876:CYS:HB3 1:A:883:PHE:CE2 2.20 0.75
1:A:705:VAL:HG12 | 1:A:726:VAL:CG1 2.17 0.75
1:B:271:VAL:HG22 | 1:B:776:PHE:HE1 1.50 0.75
1:B:567:ARG:HG2 | 1:B:591:LEU:HD23 1.68 0.75
1:B:847:ALA:HB1 1:B:973:ILE:HD12 1.67 0.75
1:A:90:GLU:HG2 1:A:790:VAL:HG22 1.68 0.74
1:A:844:VAL:HG12 | 1:A:907:ILE:HD13 1.67 0.74
1:A:777:LEU:O 1:A:777:LEU:HD23 1.87 0.74
1:B:840:ILE:HD13 | 1:B:980:LEU:HD23 1.67 0.74
1:B:90:GLU:HG?2 1:B:790:VAL:HG22 1.68 0.74
1:A:541:VAL:O 1:A:545:ILE:HG12 1.88 0.74
1:B:129:VAL:HG12 | 1:B:151:VAL:HG22 1.70 0.74
1:B:777.LEU:O 1:B:777:.LEU.HD23 1.87 0.73
1:A:549:ILE:HD11 | 1:A:596:VAL:HG21 1.70 0.73

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:A:705:VAL:HG12 | 1:A:726:VAL:HG11 1.71 0.73
1:B:705:VAL:HG12 | 1:B:726:VAL:CG1 2.18 0.73
1:B:549:ILE:HD11 | 1:B:596:VAL:HG21 1.70 0.73
1:A:950: VAL:HG12 | 1:A:952:PRO:HD2 1.71 0.73
1:B:950:VAL:HG12 | 1:B:952:PRO:HD2 1.70 0.73
1:B:679:VAL:HG22 1:B:683:HIS:HB3 1.71 0.73
1:A:129:VAL:HG12 | 1:A:151:VAL:HG22 1.69 0.73
1:A:855: TRP:O 1:A:859:ALA:HB2 1.89 0.72
1:A:624:1ILE:HG21 1:A:684:LYS:HG2 1.71 0.72
1:B:895:GLU:HB2 1:B:896:PRO:HD3 1.72 0.72
1:B:495:SER:HB2 1:B:588:GLU:OE1 1.89 0.72
1:A:271:VAL:HG22 | 1:A:776:PHE:CE1 2.25 0.72
1:A:854: TRP:HE1 1:A:858:TYR:HD2 1.38 0.72
1:B:311:LEU:HB3 1:B:312:PRO:HD3 1.72 0.72
1:A:311:LEU:HB3 1:A:312:PRO:HD3 1.71 0.72
1:B:420:CYS:O 1:B:515:LYS:HE2 1.90 0.71
1:A:855: TRP:CE3 1:A:896:PRO:HG3 2.25 0.71
1:B:855: TRP:O 1:B:859:ALA:HB2 1.90 0.71
1:B:705:VAL:HG12 | 1:B:726:VAL:HG11 1.73 0.71
1:B:957:PHE:O 1:B:959:LEU:HG 1.91 0.71
1:B:1:MET:HG3 1:B:2:GLU:N 2.05 0.71
1:B:855:TRP:CE3 1:B:896:PRO:HG3 2.25 0.71
1:B:412:GLU:OE1 1:B:529:ARG:HD2 1.91 0.70
1:B:271:VAL:HG22 | 1:B:776:PHE:CE1 2.25 0.70
1:A:957:PHE:O 1:A:959:LEU:HG 1.91 0.70
1:A:895:GLU:HB2 1:A:896:PRO:HD3 1.71 0.70
1:B:96:LEU:HD23 | 1:B:797:LEU:HD11 1.74 0.70
1:A:620:ARG:NH2 1:A:671:ARG:HA 2.06 0.70
1:A:412:GLU:OFE1 1:A:529:ARG:HD2 1.92 0.70
1:A:308:PRO:CB 1:A:764:LEU:HD23 2.22 0.70
1:A:840:1ILE:HD13 1:A:980:LEU:CD2 2.21 0.69
1:A:528:VAL:HG11 | 1:A:541:VAL:HG11 1.72 0.69
1:A:380:TYR:HB3 | 1:A:425:LEU:HD11 1.75 0.69
1:A:306:ALA:HA 1:A:768:ASN:HD22 1.57 0.69
1:B:166:LEU:HD11 1:B:222:ILE:HB 1.74 0.69
1:B:628:ASN:HB3 | 1:B:631: THR:HG23 1.75 0.69
1:B:854: TRP:HE1 1:B:85&8:TYR:HD?2 1.39 0.69
1:B:308:PRO:CB 1:B:764:LEU:HD23 2.22 0.69
1:B:306:ALA:HA 1:B:768:ASN:ND2 2.08 0.69
1:A:420:CYS:O 1:A:515:LYS:HE2 1.93 0.69
1:B:528:VAL:HG11 | 1:B:541:VAL:HG11 1.72 0.69

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

1:B:620:ARG:NH2 1:B:671:ARG:HA 2.08 0.68
1:A:770:GLY:HA2 | 1:A:773:VAL:HG22 1.74 0.68
1:A:166:LEU:HD11 1:A:222:1LE:HB 1.75 0.68
1:A:679:VAL:HG22 1:A:683:HIS:HB3 1.74 0.68
1:B:840:ILE:HD13 1:B:980:LEU:CD2 2.23 0.68
1:A:306:ALA:HA 1:A:768:ASN:ND2 2.08 0.68
1:A:628:ASN:HB3 | 1:A:631: THR:HG23 1.75 0.68
1:A:495:SER:HB2 1:A:588:GLU:OE1 1.94 0.68
1:B:306:ALA:HA 1:B:768:ASN:HD22 1.57 0.68
1:B:389:TYR:HB3 | 1:B:425:LEU:HD11 1.75 0.67
1:B:893:ALA:O 1:B:896:PRO:HD2 1.95 0.67
1:A:369:ILE:HD11 1:A:545:ILE:HD11 1.76 0.67
1:A:96:LEU:HD23 | 1:A:797:LEU:HD11 1.75 0.67
1:B:770:GLY:HA2 | 1:B:773:VAL:HG22 1.75 0.67
1:B:366:MET:HG2 | 1:B:384:1LE:HD11 1.77 0.67
1:B:804:ALA:O 1:B:807:LEU:HB2 1.93 0.67
1:B:716:ILE:HD13 1:B:717:GLY:N 2.10 0.66
1:B:86:THR:HG22 | 1:B:790:VAL:HG21 1.78 0.66
1:A:308:PRO:HB3 | 1:A:764:LEU:HD23 1.77 0.66
1:A:893:ALA:O 1:A:896:PRO:HD2 1.96 0.66
1:A:716:ILE:HD13 1:A:717:GLY:N 2.11 0.66
1:A:737:ASP:O 1:A:738:ASP:HB2 1.96 0.66
1:B:128:LYS:HD3 1:B:437:VAL:HG13 1.78 0.65
1:B:369:ILE:HD11 1:B:545:ILE:HD11 1.78 0.65
1:A:86:THR:HG22 | 1:A:790:VAL:HG21 1.78 0.65
1:A:366:MET:HG2 | 1:A:384:ILE:HD11 1.76 0.65
1:A:65:LEU:HG 1:A:304:VAL:HG13 1.79 0.65
1:A:804:ALA:O 1:A:807:LEU:HB2 1.95 0.65
1:B:90:GLU:CG 1:B:790:VAL:HG22 2.27 0.65
1:A:128:LYS:HD3 1:A:437:VAL:HG13 1.77 0.65
1:B:65:LEU:HG 1:B:304:VAL:HG13 1.79 0.64
1:A:90:GLU:.CG 1:A:790:VAL:HG22 2.27 0.64
1:B:308:PRO:HB3 | 1:B:764:LEU:HD23 1.78 0.64
1:B:163:ILE:CD1 1:B:223:VAL:HG22 2.27 0.64
1:A:1:MET:HG3 1:A:2:GLU:N 2.11 0.64
1:A:163:ILE:CD1 1:A:223:VAL:HG22 2.27 0.64
1:B:737:ASP:0OD2 1:B:739:ASN:HB2 1.98 0.64
1:A:42:PRO:HG2 | 1:A:236:ARG:HH12 1.62 0.64
1:B:156:GLY:HA2 | 1:B:726:VAL:HG12 1.80 0.64
1:B:449:VAL:HG21 | 1:B:472:ASN:OD1 1.96 0.64
1:B:276:ILE:H 1:B:276:ILE:HD13 1.62 0.63
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:916:LEU:CD1 1:A:927:PRO:HA 2.28 0.63
1:A:553:GLY:O 1:A:558: THR:HA 1.97 0.63
1:A:604:ARG:HB2 | 1:A:607:VAL:HG23 1.81 0.63
1:A:276:1LE:H 1:A:276:1ILE:HD13 1.63 0.63
1:B:335:SER.:OG 1:B:337:PRO:HD2 1.99 0.63
1:B:737:ASP:O 1:B:738:ASP:HB2 1.96 0.63
1:A:8:SER:OG 1:A:11:GLU:HG3 1.99 0.63
1:B:646:GLU:OE1 1:B:651:ARG:NH1 2.32 0.63
1:A:737:ASP:OD2 1:A:739:ASN:HB2 1.97 0.63
1:B:176:ASP:0O 1:B:212:THR:HB 1.99 0.63
1:B:42:PRO:HG2 1:B:236:ARG:HH12 1.64 0.63
1:B:8:SER:OG 1:B:11:GLU:HG3 1.98 0.63
1:A:864:GLY:HA3 1:A:890:ILE:HD11 1.81 0.62
1:B:864:GLY:HA3 1:B:890:ILE:HD11 1.81 0.62
1:A:335:SER:OG 1:A:337:PRO:HD2 1.99 0.62
1:B:573:ARG:NH1 1:B:573:ARG:HG2 2.14 0.62
1:A:854: TRP:NE1 1:A:858:TYR:HD2 1.98 0.62
1:B:916:LEU:CD1 1:B:927:PRO:HA 2.28 0.62
1:A:646:GLU:OE1 1:A:651:ARG:NH1 2.31 0.62
1:A:156:GLY:HA2 | 1:A:726:VAL:HG12 1.78 0.62
1:B:881:PRO:HG2 1:B:882:HIS:H 1.64 0.62
1:A:352:LYS:HD?2 1:A:635:ILE:HD12 1.82 0.62
1:A:573:ARG:NH1 | 1:A:573:ARG:HG2 2.11 0.62
1:B:553:GLY:O 1:B:558: THR:HA 1.98 0.62
1:B:352:LYS:HD2 1:B:635:ILE:HD12 1.81 0.62
1:A:881:PRO:HG2 1:A:882:HIS:H 1.64 0.62
1:A:51:GLU:O 1:A:54:1ILE:HG22 2.01 0.61
1:B:321:LEU:HD13 | 1:B:325:ARG:HH22 1.65 0.61
1:A:361:MET:CE 1:A:560:ARG:HD3 2.30 0.61
1:B:361:MET:CE 1:B:560:ARG:HD3 2.30 0.61
1:A:810:ASN:ND2 1:A:916:LEU:HA 2.16 0.61
1:B:51:GLU:O 1:B:54:ILE:HG22 2.00 0.61
1:B:854: TRP:NE1 1:B:858:TYR:HD?2 1.98 0.60
1:A:42:PRO:HG2 1:A:236:ARG:NH1 2.15 0.60
1:A:366:MET:CE 1:A:448:LEU:HD11 2.31 0.60
1:A:65:LEU:HD21 1:A:309:GLU:HG2 1.84 0.60
1:A:486:GLU:O 1:A:491:ARG:NH2 2.33 0.60
1:B:819:ARG:HG3 | 1:B:820:PRO:HD2 1.84 0.60
1:B:975:LEU:N 1:B:976:PRO:HD2 2.16 0.60
1:B:243:GLU:HG2 1:B:244:GLN:N 2.16 0.60
1:B:24:LEU:HD22 1:B:149:ASP:HB3 1.83 0.60
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:975:LEU:N 1:A:976:PRO:HD2 2.15 0.60
1:B:273:LEU:O 1:B:276:1LE:HG23 2.02 0.60
1:B:366:MET:CE 1:B:448:LEU:HD11 2.31 0.60
1:B:810:ASN:ND2 1:B:916:LEU:HA 2.17 0.60
1:A:273:LEU:O 1:A:276:ILE:HG23 2.02 0.60
1:A:321:LEU:HD13 | 1:A:325:ARG:HH22 1.67 0.60
1:A:243:GLU:HG2 1:A:244:GLN:N 2.17 0.60
1:B:42:PRO:HG2 1:B:236:ARG:NH1 2.17 0.60
1:A:249:LEU:HD22 | 1:A:340:GLU:HG3 1.83 0.60
1:B:357:THR:HA 1:B:603:PRO:HA 1.84 0.59
1:A:156:GLY:HA2 | 1:A:726:VAL:HG11 1.85 0.59
1:B:604:ARG:HB2 | 1:B:607:VAL:HG23 1.83 0.59
1:A:176:ASP:O 1:A:212:THR:HB 2.00 0.59
1:B:486:GLU:O 1:B:491:ARG:NH2 2.35 0.59
1:A:819:ARG:HG3 | 1:A:820:PRO:HD2 1.83 0.59
1:B:442:GLU:HG2 1:B:515:LYS:NZ 2.18 0.59
1:B:119:LEU:HB3 1:B:332:ILE:HD11 1.83 0.59
1:B:624:ILE:CG2 1:B:684:LYS:HG2 2.32 0.59
1:A:351:ASP:O 1:A:355:THR:HB 2.01 0.59
1:B:836:ARG:HD3 | 1:B:984:LEU:HD13 1.85 0.59
1:A:326:MET:HE1 1:A:746:ALA:HB2 1.85 0.59
1:B:351:ASP:O 1:B:355: THR:HB 2.03 0.59
1:A:357: THR:HA 1:A:603:PRO:HA 1.85 0.59
1:B:947:ILE:HD12 | 1:B:953:LEU:HD23 1.85 0.59
1:B:24:LEU:HD22 1:B:149:ASP:CB 2.33 0.59
1:B:70:CYS:0O 1:B:74:VAL:HG23 2.02 0.59
1:B:65:LEU:HD21 1:B:309:GLU:HG2 1.83 0.58
1:A:181:THR:HB 1:A:202:GLN:HG2 1.86 0.58
1:A:442:GLU:HG2 1:A:515:LYS:NZ 2.18 0.58
1:A:449:VAL:HG21 | 1:A:472:ASN:OD1 2.03 0.58
1:A:326:MET:CE 1:A:746:ALA:HB2 2.34 0.58
1:A:783:LEU:HB3 1:A:784:PRO:HD?2 1.86 0.58
1:B:783:LEU:HB3 1:B:784:PRO:HD2 1.85 0.58
1:A:458:GLU:HA | 1:A:460:ARG:HH12 1.69 0.58
1:B:458:GLU:HA | 1:B:460:ARG:HH12 1.68 0.58
1:B:140:1LE:CD1 1:B:141:LYS:H 2.12 0.58
1:B:147:PRO:HA 1:B:223:VAL:HG12 1.86 0.58
1:B:596:VAL:HG12 1:B:597:VAL:N 2.18 0.58
1:B:249:.LEU:HD22 | 1:B:340:GLU:HG3 1.84 0.58
1:B:51:GLU:O 1:B:55:GLU:HG3 2.04 0.58
1:A:119:LEU:HB3 1:A:332:ILE:HD11 1.86 0.58
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:20:GLU:HA 1:A:150:ILE:HG12 1.85 0.58
1:B:515:LYS:HG3 1:B:515:LYS:O 2.03 0.57
1:B:760:PHE:HA 1:B:807:LEU:HD23 1.86 0.57
1:A:70:CYS:O 1:A:74:VAL:HG23 2.04 0.57
1:A:361:MET:HE2 | 1:A:560:ARG:HD3 1.86 0.57
1:A:51:GLU:O 1:A:55:GLU:HG3 2.04 0.57
1:B:1:MET:HG3 1:B:2:GLU:H 1.68 0.57
1:A:76:ALA:HB1 1:A:88:PHE:CD1 2.40 0.57
1:B:326:MET:CE 1:B:746:ALA:HB2 2.33 0.57
1:B:844:.VAL:HG12 1:B:907:1ILE:CD1 2.33 0.57
1:A:947:ILE:HD12 | 1:A:953:LEU:HD23 1.87 0.57
1:A:347:VAL:HG11 | 1:A:691:LEU:HD21 1.87 0.57
1:B:181: THR:HB 1:B:202:GLN:HG2 1.87 0.57
1:A:788:ILE:HG12 1:A:791:GLN:HB2 1.86 0.57
1:B:156:GLY:HA2 | 1:B:726:VAL:HG11 1.87 0.57
1:B:24:.LEU:HB2 1:B:149:ASP:HB3 1.87 0.57
1:B:788:.ILE:HG12 1:B:791:GLN:HB2 1.86 0.57
1:B:86: THR:CG2 1:B:790:VAL:HG21 2.35 0.56
1:B:315:ILE:HG23 1:B:316: THR:N 2.20 0.56
1:A:147:PRO:HA 1:A:223:VAL:CG1 2.36 0.56
1:B:354:GLY:HA2 1:B:359:ASN:HB2 1.87 0.56
1:B:701: THR:HG23 1:B:718:ILE:HB 1.88 0.56
1:A:836:ARG:HD3 | 1:A:984:LEU:HD13 1.86 0.56
1:A:903:VAL:HG22 | 1:A:970:VAL:HG13 1.87 0.56
1:A:515:LYS:O 1:A:515:LYS:HG3 2.03 0.56
1:B:119:LEU:HD23 | 1:B:332:ILE:HD13 1.87 0.56
1:B:903:VAL:HG22 | 1:B:970:VAL:HG13 1.87 0.56
1:A:624:ILE:CG2 1:A:684:LYS:HG2 2.36 0.56
1:A:628:ASN:HB3 1:A:631: THR:CG2 2.35 0.56
1:B:76:ALA:HB1 1:B:88:PHE:CD1 2.40 0.56
1:A:147:PRO:HA 1:A:223: VAL:HG12 1.87 0.56
1:A:86:THR:CG2 1:A:790:VAL:HG21 2.36 0.56
1:B:947:ILE:HD12 1:B:953:LEU:CD2 2.36 0.56
1:A:760:PHE:HA 1:A:807:LEU:HD23 1.87 0.56
1:B:20:GLU:HA 1:B:150:1LE:HG12 1.87 0.56
1:B:247: THR:O 1:B:251:GLN:HG3 2.06 0.56
1:A:620:ARG:HH22 | 1:A:671:ARG:HA 1.70 0.56
1:A:330:ASN:HB2 1:A:737:ASP:HB2 1.87 0.56
1:B:330:ASN:HB2 1:B:737:ASP:HB2 1.88 0.56
1:B:361:MET:HE2 1:B:599:MET:SD 2.46 0.56
1:B:147:PRO:HA 1:B:223:VAL:CG1 2.35 0.56
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Atom-1 Atom-2 distance (A) | overlap (A)

1:B:810:ASN:HD22 1:B:916:LEU:HA 1.71 0.56
1:B:281:ASP:OD1 1:B:282:PRO:HD2 2.06 0.56
1:B:584:PHE:N 1:B:584:PHE:CD2 2.72 0.56
1:B:140:ILE:HD12 1:B:141:LYS:N 2.13 0.56
1:A:222:ILE:HD13 1:A:223:VAL:N 2.20 0.56
1:B:140:ILE:HD11 1:B:144:ASP:0OD2 2.06 0.55
1:A:161:ALA:CA 1:A:210:SER:HB2 2.35 0.55
1:A:810:ASN:HD22 1:A:916:LEU:HA 1.70 0.55
1:B:402:ILE:HD12 1:B:402:.1LE:C 2.27 0.55
1:A:952:PRO:HG3 1:B:111:ASN:ND2 2.17 0.55
1:A:24:LEU:HB2 1:A:149:ASP:HB3 1.88 0.55
1:A:140:ILE:HD12 1:A:141:LYS:N 2.17 0.55
1:A:763: TYR:HB2 1:A:915:SER:OG 2.06 0.55
1:B:161:ALA:CA 1:B:210:SER:HB2 2.37 0.55
1:B:975:LEU:O 1:B:975:LEU:HD13 2.06 0.5
1:B:436:LYS:CB 1:B:443: THR:HG21 2.36 0.55
1:B:347:VAL:HG11 | 1:B:691:LEU:HD21 1.89 0.55
1:B:843: TYR:OH 1:B:976:PRO:HG2 2.07 0.55
1:B:867:TYR:HD2 1:B:868:HIS:CE1 2.25 0.54
1:A:158:LYS:HE2 1:A:725:ALA:HB1 1.89 0.54
1:A:111:ASN:HB3 1:A:324:ARG:NE 2.22 0.54
1:A:119:LEU:HD23 | 1:A:332:ILE:HD13 1.89 0.54
1:A:315:ILE:HG23 1:A:316: THR:N 2.22 0.54
1:A:951:ASP:HB3 1:A:952:PRO:HD3 1.90 0.54
1:A:247:THR:O 1:A:251:GLN:HG3 2.07 0.54
1:B:947:ILE:HD11 1:B:957:PHE:CE1 2.43 0.54
1:A:811:PRO:HG2 | 1:A:929:VAL:HG12 1.90 0.54
1:A:947:ILE:HD12 1:A:953:LEU:CD2 2.37 0.54
1:B:951:ASP:HB3 1:B:952:PRO:HD3 1.89 0.54
1:B:491:ARG:NH1 1:B:588:GLU:OE1 2.40 0.54
1:A:281:ASP:OD1 1:A:282:PRO:HD?2 2.07 0.54
1:B:111:ASN:HB3 1:B:324:ARG:NE 2.23 0.54
1:A:354:GLY:HA2 1:A:359:ASN:HB2 1.89 0.54
1:B:326:MET:HE2 1:B:746:ALA:HB2 1.90 0.54
1:A:24:LEU:HD22 1:A:149:ASP:HB3 1.89 0.54
1:B:237:ASP:HA 1:B:240:ALA:O 2.08 0.54
1:B:963:ASP:C 1:B:965: THR:H 2.10 0.54
1:A:705:VAL:HG12 | 1:A:726:VAL:HG13 1.90 0.54
1:B:628:ASN:HB3 1:B:631: THR:CG2 2.37 0.54
1:B:620:ARG:HH22 | 1:B:671:ARG:HA 1.73 0.54
1:B:222:ILE:HD13 1:B:223:VAL:N 2.23 0.53
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1:B:716:1LE:C 1:B:716:ILE:HD13 2.29 0.53
1:A:436:LYS:CB 1:A:443: THR:HG21 2.38 0.53
1:A:237:ASP:HA 1:A:240:ALA:O 2.07 0.53
1:A:963:ASP:C 1:A:965: THR:H 2.10 0.53
1:B:763: TYR:HB2 1:B:915:SER.:OG 2.07 0.53
1:A:24:LEU:HD22 1:A:149:ASP:CB 2.38 0.53
1:A:867:TYR:HD2 1:A:868:HIS:CE1 2.26 0.53
1:B:158:LYS:HE?2 1:B:725:ALA:HB1 1.90 0.53
1:A:688:VAL:O 1:A:692:GLN:HG3 2.09 0.53
1:B:688:VAL:O 1:B:692:GLN:HG3 2.08 0.53
1:A:338:SER:OG 1:A:732:GLU:HB3 2.08 0.53
1:B:491:ARG:O 1:B:492:LYS:HB2 2.09 0.53
1:B:355:THR:HG23 | 1:B:720:MET:HE2 1.91 0.53
1:A:584:PHE:CD2 1:A:584:PHE:N 2.72 0.53
1:B:679:VAL:HG22 1:B:683:HIS:HB2 1.89 0.53
1:A:879:ASP:OD1 1:A:881:PRO:HD3 2.09 0.53
1:A:844:VAL:HG12 1:A:907:ILE:CD1 2.35 0.53
1:A:515:LYS:O 4:A:1001:ACP:H2 2.09 0.53
1:A:273:LEU:C 1:A:275:ASN:H 2.12 0.53
1:A:947:ILE:HD11 1:A:957:PHE:CE1 2.44 0.53
1:B:545:1LE:O 1:B:549:1LE:HG12 2.09 0.53
1:A:235:ILE:O 1:A:240:ALA:HB3 2.08 0.53
1:A:975:LEU:HD13 1:A:975:LEU:O 2.09 0.53
1:A:974:SER:C 1:A:976:PRO:HD?2 2.29 0.53
1:B:367:PHE:HD1 1:B:552: TRP:CH2 2.26 0.53
1:B:338:SER:OG 1:B:732:GLU:HB3 2.08 0.53
1:B:6:SER:HA 1:B:194:VAL:O 2.09 0.53
1:B:895:GLU:O 1:B:899:MET:HB2 2.09 0.52
1:B:235:ILE:O 1:B:240:ALA:HB3 2.10 0.52
1:A:716:ILE:HD13 1:A:716:1ILE:C 2.28 0.52
1:A:321:LEU:O 1:A:325:ARG:HG3 2.08 0.52
1:B:879:ASP:OD1 1:B:881:PRO:HD3 2.09 0.52
1:A:491:ARG:NH1 1:A:588:GLU:OE1 2.41 0.52
1:A:807:LEU:HD21 1:A:915:SER:CB 2.39 0.52
1:A:811:PRO:HG2 1:A:929:VAL:CG1 2.39 0.52
1:B:635:ILE:O 1:B:639:ILE:HG12 2.10 0.52
1:A:843:TYR:OH 1:A:976:PRO:HG2 2.09 0.52
1:A:76:ALA:HB1 1:A:88:PHE:CE1 2.45 0.52
1:B:119:LEU:HB3 1:B:332:ILE:CD1 2.40 0.52
1:B:974:SER:C 1:B:976:PRO:HD2 2.30 0.52
1:A:712:LYS:HG3 1:A:730:ALA:HB1 1.91 0.52
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:B:903:VAL:HG23 | 1:B:970:VAL:HG22 1.92 0.52
1:B:361:MET:HE2 1:B:560:ARG:HD3 1.91 0.52
1:A:6:SER:HA 1:A:194:VAL:O 2.10 0.52
1:B:712:LYS:HG3 1:B:730:ALA:HB1 1.92 0.52
1:B:705:VAL:HG12 | 1:B:726:VAL:HG13 1.90 0.51
1:B:515:LYS:O 4:B:2001:ACP:H2 2.10 0.51
1:A:491:ARG:O 1:A:492:LYS:HB2 2.10 0.51
1:B:389: TYR:HA 1:B:447: THR:HG21 1.92 0.51
1:B:366:MET:HE2 | 1:B:448:LEU:HD11 1.91 0.51
1:B:276:1LE:H 1:B:276:1LE:CD1 2.23 0.51
1:A:701: THR:HG23 1:A:718:ILE:HB 1.92 0.51
1:A:266:LEU:C 1:A:268:CYS:H 2.14 0.51
1:B:266:LEU:C 1:B:268:CYS:H 2.14 0.51
1:A:402:ILE:HD12 1:A:402:ILE:C 2.30 0.51
1:A:596:VAL:HG12 1:A:597:VAL:N 2.23 0.51
1:B:389:TYR:O 1:B:447: THR:CG2 2.59 0.51
1:B:637:ARG:HG2 | 1:B:637:ARG:HH11 1.76 0.51
1:B:950:VAL:O 1:B:954:PRO:HD2 2.11 0.51
1:B:273:LEU:C 1:B:275:ASN:H 2.13 0.51
1:B:76:ALA:HB1 1:B:88:PHE:CE1 2.45 0.51
1:B:485:LEU:HB2 1:B:495:SER:HB3 1.92 0.51
1:B:484: THR:HB 1:B:496:VAL:HG22 1.92 0.51
1:A:903:VAL:HG23 | 1:A:970:VAL:HG22 1.91 0.51
1:B:777.LEU:HD22 | 1:B:849:VAL:HG21 1.93 0.51
1:B:540:PRO:O 1:B:543:GLU:HB3 2.10 0.51
1:B:903:VAL:HA 1:B:970:VAL:CG1 2.39 0.51
1:B:276:1ILE:HA 1:B:279:PHE:CE2 2.45 0.51
1:A:768:ASN:O 1:A:772:VAL:HG23 2.11 0.51
1:A:243:GLU:HG2 1:A:244:GLN:H 1.75 0.51
1:A:540:PRO:O 1:A:543:GLU:HB3 2.11 0.51
1:A:276:1ILE:H 1:A:276:ILE:CD1 2.24 0.50
1:B:24:LEU:HD22 1:B:149:ASP:N 2.26 0.50
1:A:367:PHE:HD1 1:A:552: TRP:CH2 2.29 0.50
1:B:811:PRO:HG2 | 1:B:929:VAL:HG12 1.92 0.50
1:B:807:LEU:HD21 1:B:915:SER:CB 2.41 0.50
1:A:380:TYR:HA | 1:A:447:THR:HG21 1.93 0.50
1:A:276:ILE:HA 1:A:279:PHE:CE2 2.46 0.50
1:B:243:GLU:HG2 1:B:244:GLN:H 1.75 0.50
1:B:342:LEU:O 1:B:747:VAL:HG22 2.11 0.50
1:A:903:VAL:HA 1:A:970:VAL:CG1 2.39 0.50
1:B:768:ASN:O 1:B:772:VAL:HG23 2.11 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:898:THR:HG22 | 1:A:962:LEU:CD1 2.42 0.50
1:A:950:VAL:HB 1:A:953:LEU:HD22 1.94 0.50
1:B:361:MET:CE 1:B:599:MET:HG3 2.41 0.50
1:A:867:TYR:O 1:A:869:GLN:N 2.45 0.50
1:B:214:ILE:N 1:B:214:ILE:HD12 2.27 0.50
1:A:140:ILE:HD11 1:A:144:ASP:0OD2 2.12 0.50
1:A:679:VAL:HG22 1:A:683:HIS:HB2 1.91 0.50
1:A:260:LEU:O 1:A:264:ILE:HG12 2.12 0.50
1:B:276:ILE:HD13 1:B:276: ILE:N 2.27 0.50
1:B:762: ARG:HG2 1:B:837:TYR:HE1 1.77 0.50
1:A:19:SER:HB2 1:A:22:THR:HB 1.93 0.50
1:A:950:VAL:O 1:A:954:PRO:HD2 2.12 0.50
1:B:19:SER:HB2 1:B:22:THR:HB 1.93 0.50
1:A:60:LEU:O 1:A:63:ARG:HB2 2.12 0.50
1:B:361:MET:HE1 1:B:560:ARG:HD3 1.93 0.49
1:B:558: THR:HG22 1:B:634:ALA:CB 2.40 0.49
1:A:119:LEU:HD21 1:A:330:ASN:HA 1.94 0.49
1:A:545:ILE:O 1:A:549:ILE:HG12 2.11 0.49
1:B:670:CYS:HB3 | 1:B:691:LEU:HD13 1.94 0.49
1:B:60:LEU:O 1:B:63:ARG:HB2 2.12 0.49
1:A:436:LYS:HB3 | 1:A:443:THR:HG21 1.95 0.49
1:A:795:VAL:HG22 | 1:A:901:LEU:HD11 1.94 0.49
1:A:286:GLY:HA3 1:A:290:ARG:HD3 1.95 0.49
1:A:798:VAL:HG13 1:A:940:SER:OG 2.12 0.49
1:A:103:ILE:HA 1:A:106:VAL:HG12 1.94 0.49
1:A:762:ARG:HG2 | 1:A:837:TYR:HE1 1.77 0.49
1:B:769:VAL:HB 1:B:841:GLY:HA3 1.95 0.49
1:B:306:ALA:CA 1:B:768:ASN:HD22 2.25 0.49
1:B:89:VAL:O 1:B:93:VAL:HG23 2.12 0.49
1:B:795:VAL:HG22 | 1:B:901:LEU:HD11 1.93 0.49
1:B:419:LEU:HD12 1:B:513:PHE:CE2 2.48 0.49
1:B:898: THR:HG22 | 1:B:962:LEU:CD1 2.42 0.49
1:A:163:ILE:HD12 | 1:A:223:VAL:HG22 1.95 0.49
1:B:389:TYR:O 1:B:447: THR:HG22 2.12 0.49
1:A:119:LEU:HB3 1:A:332:ILE:CD1 2.42 0.49
1:B:867:TYR:O 1:B:869:GLN:N 2.45 0.49
1:A:342:LEU:O 1:A:747:VAL:HG22 2.13 0.49
1:A:270:ALA:O 1:A:274.ILE:HG12 2.13 0.48
1:A:777:LEU:HD22 | 1:A:849:VAL:HG21 1.95 0.48
1:B:193:PRO:HA 1:B:206:ASN:ND2 2.28 0.48
1:A:366:MET:HE2 | 1:A:448:LEU:HD11 1.95 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:1:MET:HG3 1:A:2:GLU:H 1.74 0.48
1:A:276:ILE:N 1:A:276:ILE:HD13 2.28 0.48
1:A:459:VAL:HA 1:A:462:LEU:HD12 1.94 0.48
1:B:286:GLY:HA3 1:B:290:ARG:HD3 1.94 0.48
1:A:155:VAL:HA 1:A:214:ILE:HG22 1.96 0.48
1:B:764:LEU:O 1:B:768:ASN:HB2 2.12 0.48
1:A:446: THR:HG23 | 1:A:472:ASN:ND2 2.27 0.48
1:A:24:LEU:HD22 1:A:149:ASP:N 2.28 0.48
1:B:811:PRO:HG2 1:B:929:VAL:CG1 2.44 0.48
1:A:193:PRO:HA 1:A:206:ASN:ND2 2.28 0.48
1:A:952:PRO:HG2 1:B:107:-TRP:NE1 2.29 0.48
1:B:163:ILE:HD11 | 1:B:223:VAL:HG22 1.95 0.48
1:A:670:CYS:HB3 | 1:A:691:LEU:HD13 1.95 0.48
1:A:218:LYS:HD2 1:A:422:ASP:0OD2 2.13 0.48
1:B:52:LEU:HB3 1:B:106:VAL:CG2 2.30 0.48
1:A:140:1LE:CD1 1:A:141:LYS:H 2.18 0.48
1:A:764:LEU:O 1:A:768:ASN:HB?2 2.14 0.48
1:B:97:ILE:O 1:B:97:ILE:HD13 2.13 0.48
1:A:52:LEU:HB3 1:A:106:VAL:CG2 2.29 0.48
1:A:1:MET:HB2 1:A:16:PHE:CZ 2.49 0.48
1:B:231:GLU:HA 1:B:231:GLU:OE1 2.13 0.48
1:B:966:GLN:O 1:B:969:MET:HB3 2.14 0.48
1:B:119:LEU:HD21 1:B:330:ASN:HA 1.96 0.48
1:A:317:THR:O 1:A:321:LEU:HB2 2.14 0.48
1:B:765:ILE:O 1:B:769:VAL:HG23 2.13 0.48
1:B:1:MET:HB2 1:B:16:PHE:CZ 2.49 0.48
1:B:446:THR:HG23 | 1:B:472:ASN:ND2 2.28 0.48
1:B:436:LYS:HB3 | 1:B:443: THR:HG21 1.95 0.48
1:A:231:GLU:HA 1:A:231:GLU:OFE1 2.13 0.48
1:A:306:ALA:CA 1:A:768:ASN:HD22 2.26 0.48
1:B:317:THR:O 1:B:321:LEU:HB2 2.13 0.48
1:B:459:VAL:HA 1:B:462:LEU:HD12 1.95 0.48
1:A:895:GLU:O 1:A:899:MET:HB2 2.13 0.47
1:B:321:LEU:O 1:B:325:ARG:HG3 2.13 0.47
1:B:218:LYS:HD2 1:B:422:ASP:0OD2 2.13 0.47
1:A:370:ASP:HB3 1:A:378:SER:OG 2.14 0.47
1:A:765:ILE:O 1:A:769:VAL:HG23 2.14 0.47
1:A:769:VAL:HB 1:A:841:GLY:HA3 1.96 0.47
1:A:97:ILE:HD13 1:A:97:ILE:O 2.14 0.47
1:B:260:LEU:O 1:B:264:.1LE:HG12 2.14 0.47
1:A:864:GLY:CA 1:A:890:ILE:HD11 2.44 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)

1:A:549:ILE:CD1 1:A:596:VAL:HG11 2.44 0.47
1:B:867:TYR:C 1:B:869:GLN:H 2.17 0.47
1:B:832: TRP:CE2 1:B:988:ALA:HB2 2.49 0.47
1:A:303:ALA:O 1:A:307:ILE:HG12 2.13 0.47
1:B:654: THR:HA 1:B:677:ALA:O 2.15 0.47
1:B:39:ASN:OD1 1:B:226: THR:HB 2.14 0.47
1:B:679:VAL:CG2 1:B:683:HIS:HB3 2.44 0.47
1:A:419:LEU:HD12 | 1:A:513:PHE:CE2 2.50 0.47
1:B:519:GLU:OE2 1:B:678:ARG:NH1 2.47 0.47
1:B:303:ALA:O 1:B:307:ILE:HG12 2.14 0.47
1:B:270:ALA:O 1:B:274.ILE:HG12 2.14 0.47
1:A:279:PHE:CE1 1:A:292:ALA:HA 2.50 0.47
1:B:321:LEU:HD?22 1:B:325:ARG:CZ 2.44 0.47
1:B:361:MET:HB2 1:B:444:ALA:HB2 1.97 0.47
1:B:856:PHE:O 1:B:866: THR:HG22 2.15 0.47
1:A:870:LEU:HD12 1:A:870:LEU:N 2.30 0.47
1:A:898: THR:HG22 | 1:A:962:LEU:HD11 1.96 0.47
1:B:527:TYR:O 1:B:592:THR:HA 2.15 0.47
1:B:336:LEU:HB2 1:B:337:PRO:HD3 1.97 0.47
1:A:832: TRP:CE2 1:A:988:ALA:HB2 2.49 0.47
1:A:867:TYR:C 1:A:869:GLN:H 2.17 0.47
1:B:870:LEU:N 1:B:870:LEU:HD12 2.30 0.47
1:B:701: THR:HA 1:B:718:ILE:O 2.15 0.47
1:B:798:VAL:HG13 1:B:940:SER.:OG 2.15 0.47
1:B:963:ASP:C 1:B:965: THR:N 2.69 0.47
1:B:158:LYS:NZ 1:B:213:ASN:OD1 2.41 0.47
1:B:483:PHE:HZ 1:B:576:MET:HE1 1.80 0.47
1:B:858:TYR:O 1:B:858: TYR:CG 2.68 0.46
1:A:485:LEU:HB2 1:A:495:SER:HB3 1.96 0.46
1:A:361:MET:HG3 1:A:441: THR:HA 1.97 0.46
1:B:155:VAL:HA 1:B:214:.ILE:HG22 1.97 0.46
1:A:196:ASP:HB3 1:A:199:ALA:HB2 1.97 0.46
1:B:379:LEU:CD1 1:B:544:LYS:HD2 2.44 0.46
1:A:986:PHE:HA | 1:A:989:ARG:HH21 1.81 0.46
1:A:858:TYR:CG 1:A:858:TYR:O 2.67 0.46
1:A:321:LEU:HD22 1:A:325:ARG:CZ 2.45 0.46
1:B:371:LYS:HE2 1:B:373:ASP:HB2 1.96 0.46
1:B:904:LEU:O 1:B:907:ILE:HG22 2.15 0.46
1:A:963:ASP:C 1:A:965:THR:N 2.69 0.46
1:A:389:TYR:O 1:A:447:THR:CG2 2.63 0.46
1:B:898: THR:HG22 | 1:B:962:LEU:HD11 1.96 0.46
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:379:LEU:CD1 1:A:544:LYS:HD2 2.45 0.46
1:A:371:LYS:HE2 1:A:373:ASP:HB2 1.96 0.46
1:B:103:ILE:HA 1:B:106:VAL:HG12 1.96 0.46
1:B:950:VAL:HB 1:B:953:LEU:HD22 1.96 0.46
1:A:973:ILE:HD13 1:A:973:ILE:O 2.16 0.46
1:B:103:ILE:HG23 1:B:104:VAL:N 2.31 0.46
1:B:947:ILE:HD12 1:B:953:LEU:HG 1.97 0.46
1:B:864:GLY:CA 1:B:890:ILE:HD11 2.46 0.46
1:A:214:ILE:HD12 1:A:214:ILE:N 2.30 0.46
1:A:483:PHE:HZ 1:A:576:MET:HE1 1.81 0.46
1:B:928: TRP:HA 1:B:934:LEU:HD11 1.96 0.46
1:A:264:ILE:HD12 1:A:306:ALA:HB1 1.98 0.46
1:A:751:ARG:HB3 | 1:A:816:ILE:HD11 1.98 0.46
1:A:484: THR:HB 1:A:496:VAL:HG22 1.98 0.46
1:A:249:LEU:O 1:A:253:LEU:HG 2.16 0.46
1:A:856:PHE:O 1:A:866: THR:HG22 2.15 0.46
1:A:924:ARG:O 1:A:926:PRO:HD3 2.16 0.46
1:A:654: THR:HA 1:A:677:ALA:O 2.14 0.46
1:B:680:GLU:HB3 1:B:681:PRO:HD2 1.98 0.46
1:B:279:PHE:CE1 1:B:292:ALA:HA 2.50 0.46
1:A:604:ARG:HB2 1:A:607:VAL:CG2 2.45 0.46
1:A:458:GLU:HG2 | 1:A:460:ARG:HH12 1.81 0.46
1:A:194:VAL:O 1:A:194:VAL:HG13 2.16 0.46
1:A:59:ASP:O 1:A:63:ARG:HG3 2.15 0.46
1:B:344:CYS:HB2 1:B:697:ILE:HG13 1.98 0.46
1:A:680:GLU:HB3 | 1:A:681:PRO:HD2 1.98 0.46
1:B:116:ILE:HG22 1:B:120:LYS:HE3 1.98 0.46
1:A:103:ILE:HG23 1:A:104:VAL:N 2.31 0.46
1:A:904:LEU:O 1:A:907:ILE:HG22 2.16 0.46
1:A:336:LEU:HB2 1:A:337:PRO:HD3 1.97 0.46
1:A:966:GLN:O 1:A:969:-MET:HB3 2.15 0.46
1:B:832: TRP:NE1 1:B:988:ALA:HB2 2.30 0.46
1:B:973:ILE:HD13 1:B:973:ILE:O 2.15 0.46
1:B:59:ASP:O 1:B:63:ARG:HG3 2.16 0.46
1:A:361:MET:HE1 | 1:A:560:ARG:HD3 1.98 0.45
1:B:359:ASN:N 1:B:601:ASP:OD1 2.49 0.45
1:A:784:PRO:HG3 1:A:856:PHE:HE1 1.81 0.45
1:B:986:PHE:HA 1:B:989:ARG:HH21 1.80 0.45
1:B:890:ILE:HG12 1:B:890:ILE:O 2.15 0.45
1:A:175:VAL:HG12 1:A:176:ASP:N 2.31 0.45
1:B:772:VAL:C 1:B:774:CYS:H 2.20 0.45
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1:A:361:MET:CE 1:A:599:MET:HG3 2.45 0.45
1:B:584:PHE:N 1:B:584:PHE:HD2 2.15 0.45
1:A:947:1LE:HD12 1:A:953.LEU:HG 1.97 0.45
1:A:890:ILE:O 1:A:890:ILE:HG12 2.17 0.45
1:A:720:MET:HE1 | 1:A:735:LEU:HD12 1.97 0.45
1:A:947:ILE:HD12 1:A:953:LEU:CG 2.47 0.45
1:B:596:VAL:CG1 1:B:597:VAL:N 2.79 0.45
1:A:635:ILE:O 1:A:639:ILE:HG12 2.15 0.45
1:A:103:ILE:HG23 1:A:104:VAL:H 1.82 0.45
1:A:558: THR:HG22 1:A:634:ALA:CB 2.40 0.45
1:B:515:LYS:HA 1:B:563:ALA:O 2.17 0.45
1:B:163:ILE:HD12 | 1:B:223:VAL:HG22 1.96 0.45
1:A:807:LEU:HD21 | 1:A:915:SER:HB3 1.98 0.45
1:A:914:ASN:HB3 1:A:981:ASP:0OD1 2.17 0.45
1:B:947:ILE:HD12 1:B:953:LEU:CG 2.46 0.45
1:A:772:VAL:C 1:A:774:CYS:H 2.19 0.45
1:B:344:CYS:O 1:B:697:1LE:HB 2.17 0.45
1:A:116:ILE:HG22 1:A:120:LYS:HE3 1.97 0.45
1:A:832: TRP:NE1 1:A:988:ALA:HB2 2.31 0.45
1:B:797:LEU.HD23 1:B:797:LEU:C 2.37 0.45
1:B:379:LEU:HD11 1:B:544:LYS:HD2 1.98 0.45
1:A:527:TYR:O 1:A:592: THR:HA 2.17 0.45
1:A:89:VAL:O 1:A:93:VAL:HG23 2.17 0.45
1:A:528: VAL:HG12 | 1:A:593:PHE:HB3 1.99 0.45
1:A:491:ARG:HD2 1:A:493:SER:OG 2.17 0.45
1:A:355:THR:HG23 | 1:A:720:MET:HE2 1.98 0.45
1:A:311:LEU:HA 1:A:314:VAL:HG12 1.99 0.45
1:B:264:ILE:HD12 1:B:306:ALA:HB1 1.99 0.45
1:A:39:ASN:OD1 1:A:226: THR:HB 2.17 0.45
1:A:264:1LE:HD13 1:A:267:ILE:HD11 2.00 0.44
1:B:830:SER.:OG 1:B:833:LEU:HD13 2.17 0.44
1:A:503:SER:HA 1:A:506:ALA:HB2 1.99 0.44
1:A:52:LEU:O 1:A:55:GLU:HB2 2.17 0.44
1:B:528:VAL:HG12 | 1:B:593:PHE:HB3 2.00 0.44
1:B:549:ILE:CD1 1:B:596:VAL:HG11 2.48 0.44
1:A:389:TYR:O 1:A:447: THR:HG22 2.17 0.44
1:A:163:ILE:HD11 | 1:A:223:VAL:HG22 1.99 0.44
1:B:249:LEU:O 1:B:253:LEU:HG 2.17 0.44
1:A:701: THR:HA 1:A:718:ILE:O 2.18 0.44
1:B:751:ARG:HB3 1:B:816:ILE:HD11 1.99 0.44
1:B:103:ILE:HG23 1:B:104:VAL:H 1.82 0.44
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Atom-1 Atom-2 distance (A) overlap (A)

1:A:545:ILE:HD12 1:A:593:PHE:CE1 2.53 0.44
1:B:412:GLU:OE2 | 1:B:566: THR:HG21 2.17 0.44
1:B:604:ARG:HB2 1:B:607:VAL:CG2 2.47 0.44
1:A:928: TRP:HA 1:A:934:LEU:HD11 1.99 0.44
1:A:311:LEU:O 1:A:314:VAL:HG12 2.18 0.44
1:B:807:LEU:HD21 1:B:915:SER:HB3 1.98 0.44
1:B:361:MET:HG3 1:B:441: THR:HA 1.97 0.44
1:B:520:GLY:O 1:B:524:ARG:HG3 2.18 0.44
1:A:602:PRO:HA 1:A:603:PRO:HD?2 1.91 0.44
1:B:545:ILE:HD12 1:B:593:PHE:CE1 2.52 0.44
1:A:412:GLU:OE2 | 1:A:566: THR:HG21 2.17 0.44
1:A:975:LEU:N 1:A:976:PRO:CD 2.80 0.44
1:A:866: THR:OG1 1:A:867:TYR:N 2.01 0.44
1:A:795:VAL:HG22 | 1:A:901:LEU:CD1 2.48 0.44
1:B:380:ASN:HA 1:B:380:ASN:HD22 1.67 0.44
1:A:528: VAL:HG23 | 1:A:535:VAL:CG2 2.48 0.44
1:A:515:LYS:HA 1:A:563:ALA:O 2.17 0.44
1:A:361:MET:HB2 1:A:444:ALA:HB2 1.99 0.44
1:B:1:MET:CG 1:B:2:GLU:N 2.79 0.44
1:B:914:ASN:HB3 1:B:981:ASP:OD1 2.18 0.44
1:A:624:ILE:CG2 1:A:679:VAL:HG11 2.48 0.44
1:A:352:LYS:HD?2 1:A:635:ILE:CD1 2.48 0.44
1:B:975:LEU:N 1:B:976:PRO:CD 2.81 0.44
1:B:784:.PRO:HG3 1:B:856:PHE:HE1 1.82 0.44
1:A:263:VAL:O 1:A:267:ILE:HG12 2.17 0.44
1:B:273:LEU:O 1:B:276:ILE:HD12 2.18 0.44
1:B:458:GLU:HG2 | 1:B:460:ARG:HH12 1.82 0.44
1:B:5:HIS:CD2 1:B:194:VAL:HG13 2.53 0.44
1:A:503:SER:HA 1:A:506:ALA:CB 2.48 0.44
1:A:90:GLU:N 1:A:91:PRO:HD2 2.33 0.43
1:A:916:LEU:HD11 1:A:927:PRO:HA 2.00 0.43
1:B:175:VAL:HG12 1:B:176:ASP:N 2.33 0.43
1:A:379:LEU:HD11 | 1:A:544:LYS:HD2 2.00 0.43
1:B:370:ASP:HB3 1:B:378:SER:OG 2.18 0.43
1:B:148:GLY:HA2 1:B:222:ILE:HD11 2.00 0.43
1:B:263:VAL:O 1:B:267:ILE:HG12 2.18 0.43
1:A:606:GLU:HG3 1:A:739:ASN:OD1 2.18 0.43
1:A:1:MET:HE1 1:A:12:CYS:HA 1.99 0.43
1:A:691:LEU:HD12 1:A:691:LEU:HA 1.73 0.43
1:B:45:GLU:O 1:B:47:LYS:HG3 2.18 0.43
1:A:637:ARG:HH11 | 1:A:637:ARG:HG2 1.83 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:B:766:SER:HB2 1:B:840:ILE:HB 2.00 0.43
1:A:361:MET:HE2 1:A:599:MET:SD 2.57 0.43
1:A:719:ALA:HB2 1:A:731:SER:OG 2.19 0.43
1:A:45:GLU:O 1:A:47:.LYS:HG3 2.18 0.43
1:B:720:MET:HE1 | 1:B:735:LEU:HD12 2.01 0.43
1:B:866: THR:OG1 1:B:867:TYR:N 2.51 0.43
1:B:795:VAL:HG22 | 1:B:901:LEU:CD1 2.47 0.43
1:B:503:SER:HA 1:B:506:ALA:HB2 1.99 0.43
1:B:52:LEU:O 1:B:55:GLU:HB2 2.19 0.43
1:A:797:LEU:C 1:A:797:LEU:HD23 2.39 0.43
1:B:366:MET:HE1 1:B:452:MET:SD 2.58 0.43
1:B:924:ARG:O 1:B:926:PRO:HD3 2.18 0.43
1:A:586:GLU:O 1:A:589: THR:HG22 2.18 0.43
1:B:311:LEU:HA 1:B:314:VAL:HG12 2.00 0.43
1:A:170:SER:HB2 1:A:486:GLU:HG2 2.00 0.43
1:A:330:ASN:CB 1:A:737:ASP:HB2 2.48 0.43
1:B:624:ILE:CG2 1:B:679:VAL:HG11 2.49 0.43
1:B:1:MET:HE1 1:B:12:CYS:HA 1.99 0.43
1:B:264:ILE:HD13 1:B:267:ILE:HD11 1.99 0.43
1:A:177:GLN:HB3 | 1:A:212:THR:HG21 2.01 0.43
1:B:315:ILE:CG2 1:B:316: THR:N 2.82 0.43
1:A:986:PHE:CA | 1:A:989:ARG:HH21 2.32 0.43
1:A:62:VAL:O 1:A:66:LEU:HB2 2.18 0.43
1:A:557:ASP:O 1:A:558: THR:C 2.56 0.43
1:B:557:ASP:0O 1:B:558: THR:C 2.57 0.43
1:B:412:GLU:CD 1:B:529:ARG:HH11 2.22 0.43
1:A:5:HIS:CD2 1:A:194:VAL:HG13 2.53 0.43
1:B:503:SER:HA 1:B:506:ALA:CB 2.49 0.43
1:B:90:GLU:N 1:B:91:PRO:HD2 2.34 0.43
1:B:491:ARG:HD2 1:B:493:SER.:OG 2.18 0.43
1:B:389:TYR:CA 1:B:447: THR:HG21 2.48 0.43
1:A:788:ILE:HG12 1:A:791:GLN:CD 2.39 0.43
1:A:519:GLU:OE2 | 1:A:678:ARG:NH1 2.52 0.43
1:A:410:LEU:HA 1:A:410:LEU:HD23 1.86 0.43
1:A:766:SER:HB2 1:A:840:ILE:HB 2.00 0.43
1:B:855: TRP:CZ3 1:B:896:PRO:HG3 2.54 0.43
1:A:273:LEU:O 1:A:276:ILE:HD12 2.18 0.43
1:A:830:SER:OG 1:A:833:LEU:HD13 2.18 0.43
1:B:62:VAL:O 1:B:66:LEU:HB2 2.19 0.43
1:A:336:LEU:N 1:A:337:PRO:CD 2.82 0.42
1:A:705:VAL:CG1 | 1:A:726:VAL:HG11 2.45 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:986:PHE:CA 1:B:989:ARG:HH21 2.32 0.42
1:A:344:CYS:0O 1:A:697:ILE:HB 2.19 0.42
1:B:988:ALA:CA 1:B:992:LEU:HD12 2.42 0.42
1:A:442:GLU:HG2 1:A:515:LYS:HZ1 1.84 0.42
1:B:870:LEU:H 1:B:870:LEU:HD12 1.84 0.42
1:B:886:LEU:O 1:B:887:ASP:C 2.57 0.42
1:B:586:GLU:O 1:B:589: THR:HG22 2.18 0.42
1:B:269:VAL:O 1:B:273:LEU:HG 2.19 0.42
1:A:269:VAL:O 1:A:273:LEU:HG 2.19 0.42
1:B:788:.1LE:HG12 1:B:791:GLN:CD 2.40 0.42
1:A:520:GLY:O 1:A:524:ARG:HG3 2.19 0.42
1:A:650:ASP:0OD2 1:A:672:ARG:HD2 2.19 0.42
1:B:943:LEU:HD12 1:B:943:LEU:HA 1.85 0.42
1:B:606:GLU:HG3 1:B:739:ASN:OD1 2.20 0.42
1:A:359:ASN:N 1:A:601:ASP:OD1 2.50 0.42
1:A:256:PHE:CE1 1:A:829:ILE:HD11 2.54 0.42
1:B:673:ALA:HB3 1:B:676:PHE:CZ 2.54 0.42
1:A:904:LEU:HD12 1:A:904:LEU:HA 1.89 0.42
1:A:416:ILE:HD11 1:A:566: THR:CG2 2.50 0.42
1:B:326:MET:HE1 1:B:746:ALA:HB2 1.99 0.42
1:A:701:THR:HG21 | 1:A:743:ILE:HD11 2.02 0.42
1:A:266:LEU:C 1:A:268:CYS:N 2.72 0.42
1:B:650:ASP:0OD2 1:B:672:ARG:HD2 2.19 0.42
1:A:886:LEU:O 1:A:887:ASP:C 2.57 0.42
1:B:289:ILE:O 1:B:293:ILE:HG13 2.19 0.42
1:A:870:LEU:HD12 1:A:870:LEU:H 1.84 0.42
1:B:691:LEU:HA 1:B:691:LEU:HD12 1.72 0.42
1:B:970:VAL:C 1:B:972:LYS:H 2.23 0.42
1:B:271:VAL:HA 1:B:274:.1LE:HG12 2.01 0.42
1:A:810:ASN:HA 1:A:811:PRO:HD3 1.89 0.42
1:B:330:ASN:CB 1:B:737:ASP:HB2 2.49 0.42
1:B:154:ALA:O 1:B:155:VAL:C 2.58 0.42
1:A:949:TYR:N 1:A:949:TYR:CD1 2.88 0.42
1:B:140:1LE:CG1 1:B:141:LYS:N 2.82 0.42
1:B:1:MET:HB3 1:B:224:ALA:O 2.20 0.42
1:B:18:VAL:HG21 1:B:24:LEU:CD1 2.49 0.42
1:A:18:VAL:HG21 1:A:24:.LEU:CD1 2.50 0.42
1:A:397:LYS:HB3 1:A:402:ILE:HG21 2.01 0.42
1:B:986:PHE:HA 1:B:989:ARG:HE 1.85 0.42
1:A:247:THR:OG1 1:A:250:GLN:HB2 2.20 0.42
1:A:158:LYS:HB2 1:A:158:LYS:HE2 1.83 0.42
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:B:266:LEU:C 1:B:268:CYS:N 2.73 0.42
1:B:410:LEU:HD23 1:B:410:LEU:HA 1.89 0.42
1:A:855: TRP:CZ3 1:A:896:PRO:HG3 2.54 0.42
1:A:412:GLU:CD 1:A:529:ARG:HH11 2.24 0.42
1:B:379:.LEU:CD1 | 1:B:548:VAL:HG21 2.50 0.42
1:A:481:LYS:HG3 | 1:A:496:VAL:HG13 2.01 0.42
1:A:344:CYS:HB2 1:A:697:ILE:HG13 2.00 0.42
1:A:289:ILE:O 1:A:293:ILE:HG13 2.20 0.41
1:B:311:LEU:O 1:B:314:VAL:HG12 2.19 0.41
1:B:177:GLN:HB3 | 1:B:212: THR:HG21 2.01 0.41
1:B:361:MET:SD 1:B:601:ASP:HB2 2.59 0.41
1:A:458:GLU:HA 1:A:460:ARG:NH1 2.33 0.41
1:B:94:ILE:O 1:B:97:ILE:HG22 2.19 0.41
1:B:579:ASP:CG 1:B:580:ASP:N 2.74 0.41
1:B:305:ALA:O 1:B:768:ASN:ND2 2.53 0.41
1:A:347:VAL:HG11 | 1:A:691:LEU:CD2 2.49 0.41
1:A:194:VAL:HA 1:A:195:PRO:HD?2 1.79 0.41
1:A:266:LEU:O 1:A:268:CYS:N 2.53 0.41
1:A:94:1LE:O 1:A:97:ILE:HG22 2.20 0.41
1:B:949:TYR:CD1 1:B:949:TYR:N 2.87 0.41
1:B:336:LEU:N 1:B:337:PRO:CD 2.83 0.41
1:A:783:LEU:HD22 | 1:A:870:LEU:HBS3 2.02 0.41
1:B:458: GLU:HA 1:B:460:ARG:NH1 2.33 0.41
1:B:194:VAL:HG13 1:B:194:VAL:O 2.19 0.41
1:A:986:PHE:HA 1:A:989:ARG:HE 1.84 0.41
1:B:66:LEU:HD13 1:B:98:LEU:HD23 2.02 0.41
1:A:624:ILE:HG22 | 1:A:679:VAL:HG11 2.02 0.41
1:A:412:GLU:OE2 | 1:A:529:ARG:NH1 2.53 0.41
1:A:315:ILE:CG2 1:A:316: THR:N 2.83 0.41
1:B:66:LEU:HD12 1:B:66:LEU:HA 1.90 0.41
1:A:579:ASP:CG 1:A:580:ASP:N 2.74 0.41
1:A:573:ARG:NH1 1:A:573:ARG:CG 2.78 0.41
1:B:247:.THR:0G1 1:B:250:GLN:HB2 2.20 0.41
1:B:624:1LE:HG22 | 1:B:679:VAL:HG11 2.02 0.41
1:A:970:VAL:C 1:A:972:LYS:H 2.23 0.41
1:A:148:GLY:HA?2 1:A:222:1LE:HD11 2.02 0.41
1:A:762:ARG:NH2 | 1:A:836:ARG:NHI1 2.69 0.41
1:B:347:VAL:HG11 | 1:B:691:LEU:CD2 2.50 0.41
1:B:481:LYS:HG3 1:B:496:VAL:HG13 2.02 0.41
1:A:648:VAL:O 1:A:650:ASP:N 2.53 0.41
1:B:964:LEU:CD1 1:B:964:LEU:H 2.26 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:271:VAL:HA 1:A:274:ILE:HG12 2.01 0.41
1:A:857:-MET:HB2 1:A:858:TYR:H 1.66 0.41
1:A:94:ILE:HG12 1:A:793:LEU:HD22 2.03 0.41
1:B:528:VAL:HG23 | 1:B:535:VAL:CG2 2.51 0.41
1:B:783:LEU:HD22 1:B:870:LEU:HB3 2.03 0.41
1:A:154:ALA:N 1:A:157:ASP:0OD2 2.44 0.41
1:B:903:VAL:CG2 | 1:B:970:VAL:HG13 2.01 0.41
1:A:305:ALA:O 1:A:768:ASN:ND2 2.54 0.41
1:A:389:TYR:CA | 1:A:447: THR:HG21 2.50 0.41
1:A:361:MET:SD 1:A:601:ASP:HB2 2.59 0.41
1:A:483:PHE:HZ 1:A:576:MET:CE 2.33 0.41
1:A:903:VAL:CG2 | 1:A:970:VAL:HG13 2.50 0.41
1:A:596:VAL:CG1 1:A:597:VAL:N 2.83 0.41
1:B:916:LEU:HD11 1:B:927:PRO:HA 2.01 0.41
1:A:584:PHE:N 1:A:584:PHE:HD2 2.15 0.41
1:B:266:LEU:O 1:B:268:CYS:N 2.54 0.41
1:A:379:LEU:HD12 | 1:A:548:VAL:HG21 2.03 0.41
1:A:66:LEU:HD13 1:A:98:LEU:HD23 2.03 0.41
1:B:667:ARG:HG2 1:B:694: TYR:CE2 2.56 0.41
1:A:415:THR:HA 1:A:475:ILE:HG21 2.02 0.41
1:B:195:PRO:O 1:B:197:PRO:HD3 2.20 0.41
1:B:196:ASP:HB3 1:B:199:ALA:HB2 2.03 0.41
1:A:407:PHE:O 1:A:411:VAL:HG23 2.21 0.41
1:B:602:PRO:HA 1:B:603:PRO:HD2 1.92 0.41
1:A:513:PHE:HD1 | 1:A:566: THR:HG22 1.86 0.41
1:B:836:ARG:HD3 1:B:984:LEU:CD1 2.50 0.41
1:A:921:SER:HB2 | 1:A:989:ARG:HH12 1.85 0.41
1:A:172: THR:HG22 1:A:173:LEU:N 2.36 0.41
1:B:256:PHE:CE1 1:B:829:ILE:HD11 2.55 0.41
1:A:192:GLU:HG3 1:A:192:GLU:H 1.69 0.41
1:B:369:ILE:HD11 1:B:545:1LE:CD1 2.50 0.40
1:A:807:LEU:HA 1:A:810:ASN:OD1 2.21 0.40
1:A:964:LEU:H 1:A:964:LEU:CD1 2.27 0.40
1:B:442:GLU:HG2 1:B:515:LYS:HZ1 1.84 0.40
1:B:154:ALA:N 1:B:157:ASP:0OD2 2.45 0.40
1:B:921:SER:HB2 | 1:B:989:ARG:HH12 1.86 0.40
1:B:648:VAL:O 1:B:650:ASP:N 2.53 0.40
1:B:415:THR:HA 1:B:475:ILE:HG21 2.03 0.40
1:B:287:SER:HB2 1:B:28%:ILE:CG2 2.42 0.40
1:B:494:MET:HG2 1:B:495:SER:N 2.36 0.40
1:B:397:LYS:HB3 1:B:402:1LE:HG21 2.02 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:A:379:LEU:CD1 | 1:A:548:VAL:HG21 2.51 0.40
1:A:917:SER:HB2 1:A:925:MET:HE2 2.04 0.40
1:B:86: THR:O 1:B:86: THR:HG22 2.22 0.40
1:B:807:LEU:HA 1:B:810:ASN:OD1 2.21 0.40
1:A:190:HIS:O 1:A:206:ASN:HA 2.20 0.40
1:A:751:ARG:C 1:A:816:ILE:HD11 2.42 0.40
1:A:988:ALA:O 1:A:993:GLU:HG2 2.21 0.40
1:B:412:GLU:OE2 1:B:529:ARG:NH1 2.54 0.40
1:B:513:PHE:HD1 | 1:B:566: THR:HG22 1.87 0.40
1:A:366:MET:HE1 | 1:A:448:LEU:HD11 2.03 0.40
1:A:1:MET:CG 1:A:2:GLU:N 2.83 0.40
1:B:762:ARG:NH2 | 1:B:836:ARG:NH1 2.69 0.40
1:A:673:ALA:HB3 1:A:676:PHE:CZ 2.55 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 992/994 (100%) | 875 (88%) | 95 (10%) | 22 (2%) 8| 31
1 B 992/994 (100%) | 878 (88%) | 94 (10%) | 20 (2%) 9| 33
All All 1984/1988 (100%) | 1753 (88%) | 189 (10%) | 42 (2%) 9| 32

All (42) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 122 TYR
1 A 486 GLU
1 A 860 GLU
1 A 881 PRO
1 A 951 ASP

Continued on next page...
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Mol | Chain | Res | Type
1 A 992 LEU
1 B 122 TYR
1 B 486 GLU
1 B 860 GLU
1 B 881 PRO
1 B 951 ASP
1 B 992 LEU
1 A 274 ILE
1 A 858 TYR
1 A 868 HIS
1 B 274 ILE
1 B 858 TYR
1 B 868 HIS
1 A 470 ALA
1 A 649 ALA
1 A 887 ASP
1 A 961 ALA
1 B 470 ALA
1 B 649 ALA
1 B 887 ASP
1 B 961 ALA
1 A 241 ALA
1 A 859 ALA
1 B 241 ALA
1 A 43 ALA
1 A 267 ILE
1 A 573 ARG
1 B 43 ALA
1 B 267 ILE
1 B 573 ARG
1 A 81 GLY
1 B 81 GLY
1 A 374 GLY
1 B 374 GLY
1 B 863 PRO
1 A 789 PRO
1 A 863 PRO

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

WO RLDWIDE
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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 840/840 (100%) 792 (94%) | 48 (6%) 25 59
1 B 840/840 (100%) 792 (94%) | 48 (6%) 25 59
All All 1680/1680 (100%) | 1584 (94%) | 96 (6%) 25 59

All (96) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 24 LEU
1 A 77 TRP
1 A 97 ILE
1 A 108 GLN
1 A 137 VAL
1 A 138 GLN
1 A 164 ARG
1 A 180 LEU
1 A 222 ILE
1 A 255 GLU
1 A 268 CYS
1 A 276 ILE
1 A 281 ASP
1 A 321 LEU
1 A 366 MET
1 A 380 ASN
1 A 384 ILE
1 A 394 GLU
1 A 422 ASP
1 A 467 ARG
1 A 484 THR
1 A 486 GLU
1 A 528 VAL
1 A 544 LYS
1 A 567 ARG
1 A 583 ARG
1 A 099 MET
1 A 600 LEU
1 A 631 THR
1 A 638 ARG
1 A 663 LEU

Continued on next page...
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Mol | Chain | Res | Type
1 A 671 ARG
1 A 679 VAL
1 A 691 LEU
1 A 701 THR
1 A 716 ILE
1 A 726 VAL
1 A 759 GLN
1 A 762 ARG
1 A 791 GLN
1 A 795 VAL
1 A 868 HIS
1 A 899 MET
1 A 922 LEU
1 A 940 SER
1 A 946 LEU
1 A 973 ILE
1 A 975 LEU
1 B 24 LEU
1 B 77 TRP
1 B 97 ILE
1 B 108 GLN
1 B 117 GLU
1 B 136 SER
1 B 137 VAL
1 B 138 GLN
1 B 164 ARG
1 B 180 LEU
1 B 222 ILE
1 B 255 GLU
1 B 268 CYS
1 B 276 ILE
1 B 281 ASP
1 B 321 LEU
1 B 366 MET
1 B 380 ASN
1 B 384 ILE
1 B 394 GLU
1 B 422 ASP
1 B 467 ARG
1 B 484 THR
1 B 486 GLU
1 B 528 VAL

Continued on next page...
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Mol | Chain | Res | Type
1 B 544 LYS
1 B 567 ARG
1 B 583 ARG
1 B 600 LEU
1 B 631 THR
1 B 638 ARG
1 B 663 LEU
1 B 671 ARG
1 B 679 VAL
1 B 691 LEU
1 B 701 THR
1 B 716 ILE
1 B 726 VAL
1 B 762 ARG
1 B 791 GLN
1 B 795 VAL
1 B 868 HIS
1 B 899 MET
1 B 922 LEU
1 B 940 SER
1 B 946 LEU
1 B 973 ILE
1 B 975 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (26) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 108 GLN
1 A 111 ASN
1 A 114 ASN
1 A 138 GLN
1 A 244 GLN
1 A 399 ASN
1 A 380 ASN
1 A 706 ASN
1 A 755 ASN
1 A 869 GLN
1 A 875 GLN
1 A 919 ASN
1 A 920 GLN
1 B 108 GLN
1 B 111 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 B 114 ASN
1 B 138 GLN
1 B 244 GLN
1 B 359 ASN
1 B 380 ASN
1 B 706 ASN
1 B 755 ASN
1 B 869 GLN
1 B 875 GLN
1 B 919 ASN
1 B 920 GLN

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 8 ligands modelled in this entry, 6 are monoatomic - leaving 2 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).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | |\ "' R\MS7 | #)2] > 2 | Counts | RMSZ | #|2] > 2
ACP | A | 1001 25,3333 | 1.87 | 4 (16%) | 31,52,52 | 2.24 | 7 (22%)
ACP | B | 2001 25,3333 | 1.95 | 5(20%) | 31,52,52 | 2.28 | 7 (22%)
gPDB



http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands

Page 35 Full wwPDB X-ray Structure Validation Report 1VEFP

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. ’-” means

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 ACP A 1001 3 - 0/15/38/38 | 0/3/3/3
4 ACP B 2001 3 - 0/15/38/38 | 0/3/3/3

All (9) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 B 2001 | ACP | PB-O2B | -4.11 1.46 1.56
4 A 1001 | ACP | PB-O2B | -3.67 1.47 1.56
4 A 1001 | ACP | PG-02G | -2.19 1.49 1.54
4 B 2001 | ACP C5-N7 | -2.14 1.32 1.39
4 B 2001 | ACP C2-N3 2.21 1.36 1.32
4 B 2001 | ACP | O4-C1’ | 2.39 1.44 1.41
4 A 1001 | ACP C2-N3 3.18 1.37 1.32
4 A 1001 | ACP | PB-O3A | 6.08 1.65 1.58
4 B 2001 | ACP | PB-O3A | 7.01 1.66 1.58

All (14) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
4 B 2001 | ACP N3-C2-N1 -7.40 123.23 128.89
4 A 1001 | ACP N3-C2-N1 -7.07 123.48 128.89
4 A 1001 | ACP C5-C4’-C3" | -4.70 96.57 115.21
4 B 2001 | ACP C5-C4’-C3" | -4.63 96.82 115.21
4 A 1001 | ACP | O1B-PB-C3B | -4.06 98.80 109.02
4 B 2001 | ACP | O1B-PB-C3B | -3.58 100.02 109.02
4 A 1001 | ACP C1’-N9-C4 -2.25 123.55 126.94
4 B 2001 | ACP | O3G-PG-02G | 2.06 114.17 108.13
4 A 1001 | ACP | O2B-PB-C3B | 2.94 119.69 106.88
4 B 2001 | ACP (C4-C5-N7 3.03 112.26 109.48
4 A 1001 | ACP C4-C5-N7 3.07 112.31 109.48
4 B 2001 | ACP | O2B-PB-C3B | 3.30 121.25 106.88
4 B 2001 | ACP 05-Ch-C4’ 4.36 125.21 109.12
4 A 1001 | ACP 05-C5-C4’ 4.42 125.41 109.12

There are no chirality outliers.
There are no torsion outliers.

There are no ring outliers.
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2 monomers are involved in 2 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 A 1001 | ACP 1 0
4 B 2001 | ACP 1 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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

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

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

6.3 Carbohydrates (i)

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

6.4 Ligands (i)

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

6.5 Other polymers (i)

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