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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 3.15 A.

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

Metric Percentile Ranks Value
Rfree W 0.304
Clashscore IS | o
Ramachandran outliers NN | I 0.8%
Sidechain outliers | D 10.1%
RSRZ outliers I 0 I 4.0%
Worse Better
l 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))
Rfree 100719 1259 (3.20—3.12)
Clashscore 112137 1397 (3.20-3.12)
Ramachandran outliers 110173 1368 (3.20-3.12)
Sidechain outliers 110143 1367 (3.20-3.12)
RSRZ outliers 101464 1264 (3.20—3.12)

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

Mol | Chain | Length Quality of chain
7%

1 B 15 13% 47% 20% 20%
1 E 15 13% 40% 27% 20%
2 C 6 67% 33%
2 F 6 50% 50%

&
3 A 1706 78% 13% - 6%

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

3%
-

3 D 1706 78% 13% . 6%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
4 MG A 500 - - - X




Page 4

Full wwPDB X-ray Structure Validation Report

3CMT

2  Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 25312 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 DNA chain called DNA (5-D(*DTP*DTP*DTP*DTP*DTP*DCP*DCP*D
CP*DAP*DCP*DCP*DTP*DTP*DTP*DT)-3’).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 B 12 236 115 32 77 12 0 0 0
Total C N O P
1 2 12 236 115 32 77 12 0 0 0

e Molecule 2 is a DNA chain called DNA (5-D(P*DGP*DGP*DTP*DGP*DGP*DG)-3’).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

2 ¢ 6 | wmarme P | 0 |0

2 P 6 | o wmarme | P | 0 |0

e Molecule 3 is a protein called Protein recA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 A 1609 Eolt;é 76022 2?(1)0 23047 586 0 0 0
3 D 1609 Eolt;é 76022 2%1 23045 587 0 0 0

There are 130 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 26 GLY - linker UNP POATG6
A 27 ALA - linker UNP POA7TG6
A 28 MET - linker UNP POA7TG6
A 29 HIS - linker UNP POA7TG6
A 986 THR - linker UNP POATG6
A 987 GLY - linker UNP POATG6
A 988 SER - linker UNP POA7TG6

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

Chain | Residue | Modelled | Actual | Comment Reference
A 989 THR - linker UNP POA7TG6
A 990 GLY - linker UNP POA7TG6
A 991 SER - linker UNP POATG6
A 992 GLY - linker UNP POA7TG6
A 993 THR - linker UNP POA7TG6
A 994 THR - linker UNP POA7TG6
A 995 GLY - linker UNP POATG6
A 996 SER - linker UNP POA7TG6
A 997 THR - linker UNP POATG6
A 998 GLY - linker UNP POATG6
A 999 SER - linker UNP POATG6
A 1000 MET - linker UNP POA7TG6
A 1986 THR - linker UNP POA7TG6
A 1987 GLY - linker UNP POA7TG6
A 1988 SER - linker UNP POA7TG6
A 1989 THR - linker UNP POATG6
A 1990 GLY - linker UNP POATG6
A 1991 SER - linker UNP POA7TG6
A 1992 MET - linker UNP POA7TG6
A 1993 GLY - linker UNP POA7TG6
A 1994 HIS - linker UNP POA7TG6
A 1995 THR - linker UNP POA7TG6
A 1996 THR - linker UNP POATG6
A 1997 GLY - linker UNP POATG6
A 1998 SER - linker UNP POA7TG6
A 1999 MET - linker UNP POA7TG6
A 2000 SER - linker UNP POATG6
A 2985 THR - linker UNP POA7TG6
A 2986 GLY - linker UNP POATG6
A 2087 SER - linker UNP POATG6
A 2988 THR - linker UNP POATG6
A 2989 GLY - linker UNP POATG6
A 2990 SER - linker UNP POATG6
A 2991 ALA - linker UNP POA7TG6
A 2992 SER - linker UNP POA7TG6
A 2993 GLY - linker UNP POATG6
A 2994 SER - linker UNP POATG6
A 2995 SER - linker UNP POA7TG6
A 2996 THR - linker UNP POA7TG6
A 2997 GLY - linker UNP POA7TG6
A 2998 SER - linker UNP POA7TG6
A 2999 MET - linker UNP POA7TG6

Continued on next page...



Page 6

Full wwPDB X-ray Structure Validation Report

3CMT

Continued from previous page...

Chain | Residue | Modelled | Actual | Comment Reference
A 3000 SER - linker UNP POA7TG6
A 3986 THR - linker UNP POA7TG6
A 3987 GLY - linker UNP POATG6
A 3988 SER - linker UNP POA7TG6
A 3989 THR - linker UNP POA7TG6
A 3990 GLY - linker UNP POA7TG6
A 3991 SER - linker UNP POATG6
A 3992 MET - linker UNP POA7TG6
A 3993 SER - linker UNP POATG6
A 3994 GLY - linker UNP POATG6
A 3995 ARG - linker UNP POATG6
A 3996 THR - linker UNP POA7TG6
A 3997 GLY - linker UNP POA7TG6
A 3998 SER - linker UNP POA7TG6
A 3999 MET - linker UNP POA7TG6
A 4000 SER - linker UNP POATG6
D 26 GLY - linker UNP POATG6
D 27 ALA - linker UNP POA7TG6
D 28 MET - linker UNP POA7TG6
D 29 HIS - linker UNP POA7TG6
D 986 THR - linker UNP POA7TG6
D 987 GLY - linker UNP POA7TG6
D 988 SER - linker UNP POATG6
D 989 THR - linker UNP POATG6
D 990 GLY - linker UNP POA7TG6
D 991 SER - linker UNP POA7TG6
D 992 GLY - linker UNP POATG6
D 993 THR - linker UNP POA7TG6
D 994 THR - linker UNP POATG6
D 995 GLY - linker UNP POATG6
D 996 SER - linker UNP POATG6
D 997 THR - linker UNP POATG6
D 998 GLY - linker UNP POATG6
D 999 SER - linker UNP POA7TG6
D 1000 MET - linker UNP POA7TG6
D 1986 THR - linker UNP POATG6
D 1987 GLY - linker UNP POATG6
D 1988 SER - linker UNP POA7TG6
D 1989 THR - linker UNP POA7TG6
D 1990 GLY - linker UNP POA7TG6
D 1991 SER - linker UNP POA7TG6
D 1992 MET - linker UNP POA7TG6

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

Chain | Residue | Modelled | Actual | Comment Reference
D 1993 GLY - linker UNP POA7TG6
D 1994 HIS - linker UNP POA7TG6
D 1995 THR - linker UNP POATG6
D 1996 THR - linker UNP POA7TG6
D 1997 GLY - linker UNP POA7TG6
D 1998 SER - linker UNP POA7TG6
D 1999 MET - linker UNP POATG6
D 2000 SER - linker UNP POA7TG6
D 2985 THR - linker UNP POATG6
D 2986 GLY - linker UNP POATG6
D 2087 SER - linker UNP POATG6
D 2988 THR - linker UNP POA7TG6
D 2989 GLY - linker UNP POA7TG6
D 2990 SER - linker UNP POA7TG6
D 2991 ALA - linker UNP POA7TG6
D 2992 SER - linker UNP POATG6
D 2993 GLY - linker UNP POATG6
D 2994 SER - linker UNP POA7TG6
D 2995 SER - linker UNP POA7TG6
D 2996 THR - linker UNP POA7TG6
D 2997 GLY - linker UNP POA7TG6
D 2998 SER - linker UNP POA7TG6
D 2999 MET - linker UNP POATG6
D 3000 SER - linker UNP POATG6
D 3986 THR - linker UNP POA7TG6
D 3987 GLY - linker UNP POA7TG6
D 3988 SER - linker UNP POATG6
D 3989 THR - linker UNP POA7TG6
D 3990 GLY - linker UNP POATG6
D 3991 SER - linker UNP POATG6
D 3992 MET - linker UNP POATG6
D 3993 SER - linker UNP POATG6
D 3994 GLY - linker UNP POATG6
D 3995 ARG - linker UNP POA7TG6
D 3996 THR - linker UNP POA7TG6
D 3997 GLY - linker UNP POATG6
D 3998 SER - linker UNP POATG6
D 3999 MET - linker UNP POA7TG6
D 4000 SER - linker UNP POA7TG6

e Molecule 4 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
4 A 5 5 5 0 0
Total Mg
4 D 5 5 5 0 0

e Molecule 5is TETRAFLUOROALUMINATE ION (three-letter code: ALF) (formula: AlF,).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 1 TO;al él z 0 0
5 A 1 TO;al él z 0 0
5 A 1 Togal él Z 0 0
5 A 1 Togal 1?1 ]i 0 0
5 A 1 Togal }}1 ]i 0 0
5 D 1 TO;al }}1 ]i 0 0
5 D 1 TO;al }}1 ]i 0 0
5 D 1 TO;al }}1 Z 0 0
5 D 1 TO;al ‘?l li 0 0
5 D 1 TO;al ‘?1 li 0 0
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e Molecule 6 is ADENOSINE-5-DIPHOSPHATE (three-letter code: ADP) (formula:

C1oH15N5010P3).
ADP
.
A
u ""“";.';f‘l; ool
l;c:;,;;' o
H MSF,":
. jT:' N
Mol | Chain | Residues Atoms ZeroOcc | AltConf
a0 EoT T [
IR TN
o oo |
IR TN
IR TN
IEREE S S TN
IERNE S S TN
IEEEE S S TN
IERNE S S TN
IEEEE S S TN
$roe



Page 10 Full wwPDB X-ray Structure Validation Report 3CMT

3 Residue-property plots (i)

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

e Molecule 1: DNA (5-D(*DTP*DTP*DTP*DTP*DTP*DCP*DCP*DCP*DAP*DCP*DCP*D
TP*DTP*DTP*DT)-3)

7%
Chain B: _13%_ 47% 20% BT 7

NMm ONODOHANM
oooooooooo
SoOomoO© oo o000
ﬁﬁﬁﬁﬁﬁﬁﬁﬁﬁ
HEH O<SOOUHHBH

e Molecule 1: DNA (5-D(*DTP*DTP*DTP*DTP*DTP*DCP*DCP*DCP*DAP*DCP*DCP*D
TP*DTP*DTP*DT)-3")

. —
Chain E: 13% 40% 27% 20%

Chain C: 67% 33%

G2007
G2008

e Molecule 2: DNA (5-D(P*DGP*DGP*DTP*DGP*DGP*DG)-3)

Chain F: 50% 50%

L

e Molecule 3: Protein recA
4%

. _— —
Chain A: 78% 13% . 6%

G2007
G2008
T2009



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

Full wwPDB X-ray Structure Validation Report 3CMT

Page 11

S8cHE

i

68ca

® 182l

8veH

£y

¥€Th

€TT1
[444:s

® 91Td

€1

0TTL

80TL

90zd
S0TN

86TY
LBTH
96TH

7610

L8TL

€8T
2811

LLTY

TLIH

9911

LLOTT

|

TLOTD

+

L%071

0€0TH

€207y

Y1071

07071

vied

11€d

£vTTY

PETTD

€211
[444 %)

9TTTH

€ITTIN

01CTL

80CTL

902¢Td
S0TTN

661TI
86TTY

961TH

61T

€8TTY
28111

LLTTH

TLITH

997711

097TD

0%ITA

YETTY

0ETTa

232!

TITTI

S80TYH

8€0TH
€E0TY
0€0ZD
62021
8202

€20TH

vieTE

T1ETa

S8¢TH
6G2TH
TSC1I

8vTIA

90¢Td
S0TTN

@® T0TTH
(]
°

861CY

967cH

612h

L8121
£€8T7CY
281¢1

LLTTY

€L12h

TLICH

99721

09712H

314
vETTH
0grza
vereh
%1121
11121
4802Y

08021

+

TL0TH

+

L9021

TEETN
Teecd

6TETS

y1eca

T1€Ca

Y0ETN

§8zeH

[4:144')

69cca

vaced

18221

8vTTH

14744

veTTd

€eee1
[4444)

91ZTH

£TTTN
[4344)

07T2TL

802TL

[4:33°0

LLTEN

€LTED

TLIEW

69T€Y

991€T

YITEN

091€D

0PTEA

YETEY

0€TEQ

veied

ST1ET
YITET

cried
TTIEI

T0T€d

S80€Y

080€T

L9081
0€0€D
620€T
820y
£20€Y

120€4

ceEEN

vieed

T1€€Q

98zed

64zed

baced

TSCel

8YTeEN

£vced

veTED

£2TeT
CTTEY

L
+

9TTEN

£TTEN
TT1TED

0TTEL

80TEL

902ed
SOTEN

66TE1

96TEY

76TEYD

L8TEL

€8TEN

@ 9GTvH

¥S1va

[0}457)

YETVY

0ET¥a

1345727

23574

L60%H

S60%V

98074

080%1

690%S
890%3

L9091

0E£0%D

@ Ecovd

+

120%d

Y1091

S8TvH

28T

192%0

692va

T9CHI

%47

£vTid

|
YETYD

|
£€2TY'1
[4444)

1542 ]

€1TYN
[4%47¢)

(%4729

@ 80Thl

90Tvd
S0TYN

96T7Y

610

€8T9Y
281¥1

LT

TLITW

99191

vieve

T1e%@

: Protein recA

e Molecule 3

6%

13%

78%

3%
[

Chain D

610

+

€8T
2811

Ll

TLIW
9971
991D
YOTH

091D

o%IA

LETY

YETH

0€1a

Q111
P11

TITI

S8y

LYT

® TeeN

vied

T1EQ

4a8TH

6Gca

TSCI

8¥%cH

44

ve€Th

£€¢T1
[444s

8TTA

91Ty

€1CN

01Tl

80TL

90cd
S0TN

TOTA

6671
86T
LBTH
96TH

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 3CMT

Page 12

67110

L8TTL

€8TTY
28111

LLTTH

€LTTD

TLITH

99111

0%TTA

YETTY
0€11a

STTT1
PIIT1

TIITL
T0T1d
S80TYH
080TI

LLOTT

L9071
0€0TH
62071
8C0TY
€C0TY
1071

07071

v1€Ta

TIETa

S82TH

28T

68cTa

vagTd

TSTTI

8¥TTA

E£YCTY

YeTTD

€2TT1
[44q1s

9TTTH

€ITIN

012TL

80TTL

96TTH

€L120

TLICTH

6912H

99121

¥11C1

1213149

10T2d

S80cYH

080TI

LL0T1

L9021

6€0TL

0€0TH

820ty

® £cocy

efclaacs

649¢ca

j1:t4as

8%vTTH

544

v€TTD

£2ee
[4444")

91gTH

e1zen
[4344)

07TTL

+

80TTL

902Td
S0TTN

86TCTH

L81CTL

€8TTH
28121

£8TEN
T81ET

€LT€D
99T€1
6STEL

SGTEL

07TEA
veTEY
ogeTed
24 5:0]
YII€1
TTI€I
SG80€Y

080€1

LY0€1

0€0€D

8C0€Y

@ €EToeN

120€d

vreed

T1EEd

L]
g8ced
28TeN

S

£92€1

192€l

69ced

T6TeL

8vTeN

£bTed

bETED

€2Te1
cceed

912eN

€1TEN
(434>

0T2EL

80TEL

902¢ed
S0TEN

L]
661€1
86T€Y
LBTEN
961€Y

$6T1€0

L81EL

04578

YETVY

0ETYa

9CT¥1

A5

L80%D

9807

08071

69075
890%H
L%0%1

8207

T20vd

Teeed

@® 6CEES
8TeeT

£€2TY'1
2TThY

9TTHY

€TTYN
[4%470]

(54729

80TYL

90¢vd
S0TYN

86THY

96THY

617D

L8TYL

£8THY
281H'1

LLTYY

TLITW

991%1

® ©ITvH

AL

INFO

TIERA

S8TYH

6Gcva

v4aThd

TSCPI

8YTHA

£vThY

F

GLOBAL-STATISTICS INFOm

veTYd

issing

O

R LDWIDE
PROTEIN DATA BANK

W



Page 13 Full wwPDB X-ray Structure Validation Report 3CMT

4 Model quality (i)

4.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: ALF,
MG, ADP

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\ (57 #é\ >5 | RMSZ #éy >5

1 B 1.15 0/260 179 | 7/397 (1.8%)

1 E 1.13 0/260 1.97 | 12/397 (3.0%)

2 C 3.88 | 1/146 (0.7%) | 2.40 | 4/225 (1.8%)

) F 6.25 | 1/146 (0.7%) | 2.40 | 5/225 (2.2%)

3 A 0.39 0/12264 0.54 0/16503

3 D 0.39 0/12264 0.54 0/16501
Al | Al | 0.70 |2/25340 (0.0%) | 0.67 | 28/34248 (0.1%)

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 F 2007 | DG P-O5 | -75.00 0.84 1.59
2 C 2007 | DG P-O5 | -45.55 1.14 1.59

All (28) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 F 2007 | DG P-O5-C5" | 25.73 162.07 120.90
2 C 2007 | DG 05-P-OP2 | -20.43 86.18 110.70
2 C 2007 | DG 05-P-OP1 | 18.46 132.85 110.70
1 D) 1006 | DC | O4’-C4’-C3’ | -8.95 100.63 106.00
2 F 2008 | DG | O4-C1’-N9 | -8.52 102.04 108.00
1 B 1006 | DC | O4’-C4’-C3’ | -8.51 100.89 106.00
1 E 1006 | DC | C1-04-C4’ | -8.17 101.93 110.10
2 C 2008 | DG | O4-CI’-N9 | -8.07 102.35 108.00
1 B 1006 | DC | C1'-04’-C4’> | -7.84 102.26 110.10
2 F 2007 | DG 05’-P-OP2 | 7.55 119.76 110.70
1 E 1010 | DT O4-CT’-N1 | 6.91 112.84 108.00
1 B 1010 | DT N3-C2-02 | -6.80 118.22 122.30
1 B 1002 | DT P-03’-C3’ 6.64 127.67 119.70

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

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 B 1010 | DT O4-CT’-N1 | 6.28 112.39 108.00
1 E 1002 | DT O4-C1’-N1 | 6.28 112.39 108.00
1 E 1007 | DA | O4-C4-C3’ | -5.70 102.22 104.50
2 F 2007 | DG | O4-C1’-C2’" | -5.69 101.35 105.90
2 F 2009 | DT | C1-04’-C4’ | -5.49 104.61 110.10
1 B 1007 | DA | O4’-C1’-N9 | 5.43 111.80 108.00
1 B 1011 | DT | C1’-04-C4’ | -5.35 104.75 110.10
1 B 1004 | DC O4-C1’-N1 | -5.31 104.28 108.00
2 C 2007 | DG | O4-C1’-C2’ | -5.22 101.72 105.90
1 E 1007 | DA | C1’-04-C4’ | -5.15 104.95 110.10
1 E 1007 | DA O4-C1T’-N9 | 5.15 111.61 108.00
1 E 1007 | DA | C4-C3-C2" | 5.14 107.72 103.10
1 D) 1006 | DC | O4’-C1’-N1 | 5.13 111.59 108.00
1 B 1008 | DC | C1-04-C4’ | -5.11 105.00 110.10
1 E 1008 | DC | C1-04-C4” | -5.05 105.05 110.10

There are no chirality outliers.

There are no planarity outliers.

4.2 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 B 236 0 139 9 0
1 B 236 0 139 19 0
2 C 130 0 69 0 0
2 F 130 0 69 0 0
3 A 12125 0 12451 176 0
3 D 12125 0 12456 190 1
4 A Y 0 0 0 0
4 D D 0 0 0 0
d A 25 0 0 0 0
d D 25 0 0 2 0
6 A 135 0 60 6 0
6 D 135 0 60 4 0

All All 25312 0 25443 364 1
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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 7.

All (364) 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:A:68:GLU:HG2 3:A:1216:LYS:HB3 1.39 1.02
3:D:68:GLU:HG2 3:D:1216:LYS:HB3 1.47 0.97
3:D:160:GLY:H 3:D:1173:GLN:HE22 1.14 0.94
3:A:2068:GLU:HG2 3:A:3216:LYS:HB3 1.54 0.87
3:D:1194:GLN:HE21 | 3:D:1196:ARG:HH12 1.23 0.86
3:D:4194:GLN:HE21 | 3:D:4196:ARG:HH12 1.23 0.86
3:D:2194:GLN:HE21 | 3:D:2196:ARG:HH12 1.24 0.85
3:A:194:GLN:HE21 3:A:196:ARG:HH12 1.25 0.85
3:A:3194:GLN:HE21 | 3:A:3196:ARG:HH12 1.25 0.85
3:D:1193:ASN:HD22 3:D:1194:GLN:H 1.25 0.84
3:A:3206:PRO:HG3 | 3:D:3202:MET:HB3 1.58 0.84
3:D:2193:ASN:HD22 3:D:2194:GLN:H 1.26 0.84
3:D:3068:GLU:HG2 3:D:4216:LYS:HB3 1.56 0.84
3:A:4282:LYS:HG3 3:D:1282:LYS:HG3 1.59 0.83
3:A:1194:GLN:HE21 | 3:A:1196:ARG:HH12 1.24 0.83
3:A:3193:ASN:HD22 3:A:3194:GLN:H 1.26 0.83
3:A:4194:GLN:HE21 | 3:A:4196:ARG:HH12 1.26 0.82
3:D:1068:GLU:HG2 3:D:2216:LYS:HB3 1.61 0.82
3:D:194:GLN:HE21 3:D:196:ARG:HH12 1.25 0.82
3:A:2193:ASN:HD22 3:A:2194:GLN:H 1.27 0.81
3:A:2194:GLN:HE21 | 3:A:2196:ARG:HH12 1.24 0.81
3:D:3194:GLN:HE21 | 3:D:3196:ARG:HH12 1.26 0.81
3:A:193:ASN:HD?22 3:A:194:GLN:H 1.28 0.80
3:A:1193:ASN:HD22 3:A:1194:GLN:H 1.28 0.80
3:D:160:GLY:H 3:D:1173:GLN:NE2 1.81 0.79
3:D:4193:ASN:HD22 3:D:4194:GLN:H 1.29 0.79
3:D:3193:ASN:HD22 3:D:3194:GLN:H 1.29 0.79
1:E:1002:DT:H2’ 1:E:1003:DT:C6 2.19 0.78
3:D:2068:GLU:HG2 3:D:3216:LYS:HB3 1.66 0.77
3:A:1068:GLU:HG2 3:A:2216:LYS:HB3 1.66 0.77
3:D:193:ASN:HD22 3:D:194:GLN:H 1.32 0.77
1:E:1002:DT:P 3:D:165:GLY:HA2 2.25 0.77
3:A:71:GLY:HA2 6:A:502:ADP:H5’1 1.66 0.76
3:A:111:ILE:HG22 3:A:1030:GLY:CA 2.14 0.76
3:A:4193:ASN:HD22 3:A:4194:GLN:H 1.32 0.75
3:A:3068:GLU:HG2 3:A:4216:LYS:HB3 1.66 0.75
3:D:111:ILE:HG22 3:D:1030:GLY:CA 2.19 0.73

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

3:A:68:GLU:HG2 3:A:1216:LYS:CB 2.17 0.72
3:A:3146:VAL:HA 3:A:3149:LEU:HD22 1.77 0.67
3:D:201:VAL:HA 3:D:203:PHE:CZ 2.29 0.67
3:D:1193:ASN:HD22 3:D:1194:GLN:N 1.91 0.67
3:D:2193:ASN:HD22 3:D:2194:GLN:N 1.92 0.66
3:D:4146:VAL:HA 3:D:4149:LEU:HD22 1.77 0.66
3:D:201:VAL:HA 3:D:203:PHE:CE1 2.30 0.66
3:D:3146:VAL:HA 3:D:3149:LEU:HD22 1.78 0.66
3:A:2193:ASN:HD22 3:A:2194:GLN:N 1.94 0.65
3:D:2160:GLY:H 3:D:3173:GLN:HE22 1.41 0.65
3:D:3076: THR:HG21 | 3:D:3142:VAL:HG21 1.78 0.65
3:A:2068:GLU:HG2 3:A:3216:LYS:CB 2.26 0.65
3:D:146:VAL:HA 3:D:149:LEU:HD22 1.78 0.65
3:D:2160:GLY:H 3:D:3173:GLN:NE2 1.95 0.65
3:A:193:ASN:HD22 3:A:194:GLN:N 1.94 0.65
3:A:2329:SER:O 3:A:2330:ASN:HB2 1.94 0.65
3:A:4146:VAL:HA 3:A:4149:LEU:HD22 1.78 0.65
3:D:3068:GLU:HG2 3:D:4216:LYS:CB 2.27 0.65
3:D:4193:ASN:HD22 3:D:4194:GLN:N 1.95 0.65
3:A:112:ASP:O 3:A:1028:ARG:HG2 1.97 0.64
3:A:1193:ASN:HD22 3:A:1194:GLN:N 1.95 0.64
3:A:3193:ASN:HD22 3:A:3194:GLN:N 1.94 0.64
3:A:146:VAL:HA 3:A:149:LEU:HD22 1.79 0.64
3:A:1146:VAL:HA 3:A:1149:LEU:HD22 1.78 0.64
3:D:1111:1ILE:HG22 3:D:2030:GLY:CA 2.26 0.64
3:D:3193:ASN:OD1 | 3:D:3209: THR:HG23 1.98 0.64
3:A:2146:VAL:HA 3:A:2149:LEU:HD22 1.80 0.64
3:D:68:GLU:HG2 3:D:1216:LYS:CB 2.26 0.64
3:A:3193:ASN:OD1 | 3:A:3209: THR:HG23 1.99 0.63
3:A:111:ILE:HG22 3:A:1030:GLY:N 2.13 0.63
3:A:1071:GLY:HA?2 6:A:1502:ADP:H5’1 1.79 0.63
3:A:76:. THR:HG21 3:A:142:VAL:HG21 1.80 0.63
3:D:193:ASN:OD1 3:D:209: THR:HG23 1.98 0.63
3:A:115:LEU:HD21 | 3:A:1014:LEU:HD21 1.81 0.63
3:D:2146:VAL:HA 3:D:2149:LEU:HD22 1.80 0.63
1:E:1013:DT:C7 3:D:3197:MET:HG3 2.29 0.63
1:B:1007:DA:HY’ 3:A:2212:GLY:HA?2 1.80 0.63
3:A:1076:THR:HG21 | 3:A:1142:VAL:HG21 1.81 0.62
1:E:1013:DT:H71 3:D:3197:MET:HG3 1.81 0.62
3:D:3193:ASN:HD22 3:D:3194:GLN:N 1.96 0.62
3:A:4193:ASN:HD22 3:A:4194:GLN:N 1.97 0.62

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

3:D:2193:ASN:OD1 | 3:D:2209: THR:HG23 2.00 0.62
3:A:193:ASN:OD1 3:A:209: THR:HG23 2.00 0.62
3:D:4076: THR:HG21 | 3:D:4142:VAL:HG21 1.82 0.62
3:D:1146:VAL:HA 3:D:1149:LEU:HD22 1.80 0.62
3:D:4193:ASN:OD1 | 3:D:4209: THR:HG23 1.99 0.62
3:A:4076: THR:HG21 | 3:A:4142:VAL:HG21 1.82 0.61
3:A:4193:ASN:OD1 | 3:A:4209:THR:HG23 2.00 0.61
3:D:2124:GLN:HG3 3:D:3021:PHE:CD1 2.36 0.61
3:A:2160:GLY:H 3:A:3173:GLN:NE2 1.98 0.61
3:A:3076: THR:HG21 | 3:A:3142:VAL:HG21 1.82 0.61
3:D:1193:ASN:OD1 | 3:D:1209: THR:HG23 2.00 0.61
3:A:2330:ASN:H 3:A:2331:PRO:HD3 1.65 0.60
3:A:1193:ASN:OD1 | 3:A:1209:THR:HG23 2.02 0.60
3:D:111:1LE:HG22 3:D:1030:GLY:HA2 1.83 0.60
3:D:76: THR:HG21 3:D:142:VAL:HG21 1.84 0.60
1:E:1003:DT:02 3:D:199:1LE:HG22 2.00 0.60
3:A:2193:ASN:OD1 | 3:A:2209: THR:HG23 2.01 0.60
3:A:3111:ILE:HG22 3:A:4030:GLY:CA 2.32 0.60
3:D:1076: THR:HG21 | 3:D:1142:VAL:HG21 1.82 0.60
3:A:150:THR:HB 3:A:155:1LE:HD11 1.83 0.59
3:A:4121:THR:HG22 | 3:A:4155:ILE:HD12 1.85 0.59
1:B:1002:DT:H2’ 1:B:1003:DT:C6 2.38 0.59
3:D:193:ASN:HD22 3:D:194:GLN:N 1.98 0.59
3:A:2160:GLY:H 3:A:3173:GLN:HE22 1.50 0.59
1:E:1010:DT:HY’ 3:D:3212:GLY:HA2 1.84 0.59
3:D:2076:THR:HG21 | 3:D:2142:VAL:HG21 1.84 0.59
3:A:2076: THR:HG21 | 3:A:2142:VAL:HG21 1.85 0.59
3:D:2111:1ILE:HG22 3:D:3030:GLY:CA 2.33 0.58
3:D:3328:LEU:HB2 3:D:3331:PRO:HG3 1.84 0.58
3:D:3111:1ILE:HG23 | 3:D:4029:LEU:HD13 1.86 0.58
3:D:4198:LYS:HG2 3:D:4206:PRO:O 2.03 0.58
1:E:1007:DA:H5’ 3:D:2212:GLY:HA2 1.86 0.58
3:D:202:MET:HG2 3:D:202:MET:O 2.03 0.57
3:A:4213:ASN:OD1 3:A:4216:LYS:HE2 2.04 0.57
3:D:3243:ARG:NH1 3:D:3259:GLU:OE2 2.37 0.57
3:D:1243:ARG:NH1 3:D:1259:GLU:OE2 2.38 0.57
3:D:213:ASN:OD1 3:D:216:LYS:HE2 2.05 0.57
3:D:2243:ARG:NH1 3:D:2259:GLU:OE2 2.38 0.57
3:D:1194:GLN:NE2 | 3:D:1196:ARG:HH12 1.99 0.57
3:A:1243:ARG:NH1 | 3:A:1259:GLU:OE2 2.38 0.56
3:A:2329:SER:O 3:A:2330:ASN:CB 2.53 0.56

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

1:E:1013:DT:H5’ 3:D:4212:GLY:HA2 1.86 0.56
3:A:198:LYS:HG2 3:A:206:PRO:O 2.05 0.56
3:A:2213:ASN:OD1 3:A:2216:LYS:HE2 2.05 0.56
3:D:1160:GLY:H 3:D:2173:GLN:NE2 2.03 0.56
3:D:3213:ASN:OD1 3:D:3216:LYS:HE2 2.05 0.56
3:D:2213:ASN:OD1 3:D:2216:LYS:HE2 2.05 0.56
3:D:3222:ARG:HG3 3:D:3248:LYS:HB3 1.87 0.56
3:A:2149:LEU:HD23 | 3:A:2171:MET:HE1 1.87 0.56
3:D:1213:ASN:OD1 3:D:1216:LYS:HE2 2.05 0.56
3:A:4243:ARG:NH1 3:A:4259:GLU:OE2 2.39 0.56
3:D:3076: THR:CG2 | 3:D:3142:VAL:HG21 2.35 0.56
3:D:4213:ASN:OD1 3:D:4216:LYS:HE2 2.05 0.56
3:A:2194:GLN:NE2 | 3:A:2196:ARG:HH12 2.01 0.55
3:A:3222:ARG:HG3 3:A:3248:LYS:HB3 1.88 0.55
3:A:2304:ASN:ND2 3:D:2304:ASN:OD1 2.27 0.55
3:A:76: THR:CG2 3:A:142:VAL:HG21 2.37 0.55
3:A:3243:ARG:NH1 3:A:3259:GLU:OE2 2.39 0.55
3:D:2222:ARG:HG3 3:D:2248:LYS:HB3 1.89 0.55
3:A:3076: THR:CG2 | 3:A:3142:VAL:HG21 2.36 0.55
3:A:3213:ASN:OD1 3:A:3216:LYS:HE2 2.07 0.55
1:E:1013:DT:H5” 3:D:4213:ASN:ND2 2.21 0.55
3:D:1076:THR:CG2 | 3:D:1142:VAL:HG21 2.37 0.55
3:A:243:ARG:NH1 3:A:259:GLU:OE2 2.40 0.54
3:A:149:LEU:HD23 3:A:171:MET:HE1 1.90 0.54
3:A:1111:ILE:HG22 3:A:2030:GLY:CA 2.37 0.54
3:D:4243:ARG:NH1 3:D:4259:GLU:OE2 2.41 0.54
3:A:4076: THR:CG2 | 3:A:4142:VAL:HG21 2.38 0.54
1:E:1010:DT:C2 3:D:2199:ILE:HD12 2.43 0.54
3:A:4261:GLN:HB2 3:A:4269:ASN:HB3 1.89 0.54
3:D:1160:GLY:H 3:D:2173:GLN:HE22 1.56 0.54
3:D:4194:GLN:NE2 | 3:D:4196:ARG:HH12 2.00 0.54
3:A:1076: THR:CG2 | 3:A:1142:VAL:HG21 2.37 0.54
3:D:149:LEU:HD23 3:D:171:MET:HE1 1.89 0.54
3:D:4076: THR:CG2 | 3:D:4142:VAL:HG21 2.38 0.54
3:A:213:ASN:OD1 3:A:216:LYS:HE2 2.08 0.54
3:D:222: ARG:HG3 3:D:248:LYS:HB3 1.91 0.53
3:D:1068:GLU:HG2 3:D:2216:LYS:CB 2.37 0.53
3:D:243:ARG:NH1 3:D:259:GLU:OE2 2.41 0.53
3:A:2243:ARG:NH1 | 3:A:2259:GLU:OE2 2.40 0.53
3:A:111:ILE:HG22 3:A:1030:GLY:HA2 1.89 0.53
3:A:1160:GLY:H 3:A:2173:GLN:NE2 2.06 0.53

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

3:A:4206:PRO:HG3 | 3:D:2202:MET:HB3 1.90 0.53
3:D:4222:ARG:HG3 3:D:4248:LYS:HB3 1.89 0.53
3:A:1222:ARG:HG3 3:A:1248:LYS:HB3 1.90 0.53
3:A:1213:ASN:OD1 3:A:1216:LYS:HE2 2.07 0.53
3:A:222:ARG:HG3 3:A:248:LYS:HB3 1.90 0.53
3:D:2076:THR:CG2 | 3:D:2142:VAL:HG21 2.38 0.53
3:A:194:GLN:NE2 3:A:196:ARG:HH12 2.01 0.53
3:A:4222:ARG:HG3 3:A:4248:LYS:HB3 1.90 0.52
3:D:1222:ARG:HG3 3:D:1248:LYS:HB3 1.91 0.52
3:A:3206:PRO:HG3 3:D:3202:MET:CB 2.34 0.52
3:A:4069:SER:HB3 6:A:4502:ADP:H3’ 1.91 0.52
3:D:194:GLN:NE2 3:D:196:ARG:HH12 2.03 0.52
3:D:2149:LEU:HD23 | 3:D:2171:MET:HE1 1.90 0.52
1:E:1013:DT:H73 3:D:3198:LYS:O 2.09 0.52
3:A:2222:ARG:HG3 3:A:2248:LYS:HB3 1.90 0.52
3:D:1254:PRO:HG3 6:D:502: ADP:02’ 2.10 0.52
3:D:76: THR..CG2 3:D:142:VAL:HG21 2.39 0.52
3:A:3124:GLN:HG3 3:A:4021:PHE:CD1 2.45 0.52
3:D:2194:GLN:NE2 | 3:D:2196:ARG:HH12 2.00 0.52
3:D:198:LYS:HG2 3:D:206:PRO:O 2.09 0.51
3:D:1194:GLN:HE22 | 3:D:1196:ARG:HH22 1.56 0.51
1:E:1007:DA:C6 3:D:1199:1LE:HG13 2.45 0.51
3:A:2076: THR:CG2 | 3:A:2142:VAL:HG21 2.39 0.51
3:A:2194:GLN:HE22 | 3:A:2196:ARG:HH22 1.59 0.50
3:A:3194:GLN:NE2 | 3:A:3196:ARG:HH12 2.01 0.50
1:E:1003:DT:H2’ 3:D:197:MET:O 2.11 0.50
3:D:111:1LE:HG22 3:D:1030:GLY:N 2.27 0.50
3:A:101:PRO:HB3 3:A:1029:LEU:HD22 1.93 0.50
3:D:4194:GLN:HE22 | 3:D:4196:ARG:HH22 1.58 0.50
3:D:4069:SER:HA 6:D:4502:ADP:O3A 2.12 0.50
1:B:1009:DC:02 3:A:3169:ARG:NH1 2.44 0.50
3:D:201:VAL:HG23 3:D:203:PHE:CD1 2.46 0.50
3:A:3194:GLN:HE22 | 3:A:3196:ARG:HH?22 1.60 0.49
3:A:3160:GLY:H 3:A:4173:GLN:NE2 2.10 0.49
3:D:194:GLN:HE22 | 3:D:196:ARG:HH22 1.58 0.49
3:D:2068:GLU:HG2 3:D:3216:LYS:CB 2.40 0.49
3:A:1194:GLN:NE2 | 3:A:1196:ARG:HH12 2.00 0.49
3:A:194:GLN:HE22 3:A:196:ARG:HH22 1.59 0.49
3:D:2194:GLN:HE22 | 3:D:2196:ARG:HH22 1.58 0.49
1:B:1010:DT:H2’ 1:B:1011:DT:C6 2.47 0.49
3:D:1182:LEU:HD11 | 3:D:1189:LEU:HD12 1.95 0.49

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

3:D:1194:GLN:HE21 | 3:D:1196:ARG:NH1 2.03 0.49
3:A:3111:ILE:HG22 3:A:4030:GLY:N 2.27 0.49
3:D:2101:PRO:HB3 | 3:D:3029:LEU:HD22 1.95 0.49
3:A:2124:GLN:HG3 3:A:3021:PHE:CD1 2.48 0.49
3:D:3261:GLN:HB2 3:D:3269:ASN:HB3 1.95 0.48
3:D:3194:GLN:HE22 | 3:D:3196:ARG:HH22 1.61 0.48
3:A:1194:GLN:HE22 | 3:A:1196:ARG:HH?22 1.59 0.48
3:A:1160:GLY:H 3:A:2173:GLN:HE22 1.62 0.48
3:A:182:LEU:HD11 3:A:189:LEU:HD12 1.96 0.48
3:A:3254:PRO:HG3 6:A:2502:ADP:02’ 2.13 0.48
3:A:1182:LEU:HD11 | 3:A:1189:LEU:HD12 1.95 0.48
3:D:1194:GLN:NE2 | 3:D:1196:ARG:HH22 2.12 0.48
3:D:1115:LEU:HD21 | 3:D:2014:LEU:HD21 1.95 0.48
3:D:137:ALA:HB1 3:D:1010:LEU:HB2 1.95 0.48
3:D:182:LEU:HD11 3:D:189:LEU:HD12 1.96 0.47
3:A:3160:GLY:H 3:A:4173:GLN:HE22 1.61 0.47
3:A:4194:GLN:NE2 | 3:A:4196:ARG:HH12 2.04 0.47
3:A:1149:LEU:HD23 | 3:A:1171:MET:HE1 1.96 0.47
3:A:4282:LYS:HG3 3:D:1282:LYS:CG 2.40 0.47
3:D:115:LEU:HD21 | 3:D:1014:LEU:HD21 1.97 0.47
3:D:2194:GLN:NE2 | 3:D:2196:ARG:HH22 2.13 0.47
3:D:4194:GLN:NE2 | 3:D:4196:ARG:HH22 2.13 0.47
3:A:111:ILE:CG2 3:A:1030:GLY:HA?2 2.44 0.47
3:A:4194:GLN:HE22 | 3:A:4196:ARG:HH22 1.61 0.47
3:D:194:GLN:NE2 3:D:196:ARG:HH22 2.11 0.47
3:A:2038:GLU:HA | 3:A:2332:ASN:HD21 1.80 0.47
3:D:1149:LEU:HD23 | 3:D:1171:MET:HE1 1.95 0.47
3:D:2182:LEU:HD11 | 3:D:2189:LEU:HD12 1.96 0.47
3:A:4182:LEU:HD11 | 3:A:4189:LEU:HD12 1.95 0.47
3:D:2111:1LE:HG22 3:D:3030:GLY:N 2.30 0.47
3:D:3149:LEU:HD23 | 3:D:3171:MET:HE1 1.96 0.47
3:D:2130:ASP:0D2 3:D:2134:ARG:NH1 2.47 0.47
3:A:3068:GLU:HG2 3:A:4216:LYS:CB 2.40 0.46
1:B:1011:DT:H2’ 1:B:1012:DT:C6 2.50 0.46
3:D:1068:GLU:HA 5:D:1501:ALF:F1 2.05 0.46
3:D:3182:LEU:HD11 | 3:D:3189:LEU:HD12 1.97 0.46
3:A:3149:LEU:HD23 | 3:A:3171:MET:HE1 1.96 0.46
1:E:1011:DT:H2’ 1:E:1012:DT:C6 2.50 0.46
3:A:2194:GLN:HE21 | 3:A:2196:ARG:NH1 2.04 0.46
3:D:3194:GLN:NE2 | 3:D:3196:ARG:HH12 2.02 0.46
3:D:4182:LEU:HD11 | 3:D:4189:LEU:HD12 1.97 0.46

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

3:A:3112:ASP:O 3:A:4028:ARG:HG2 2.16 0.46
3:A:3111:ILE:HG23 | 3:A:4029:LEU:HD13 1.98 0.46
3:A:3111:ILE:HG22 3:A:4030:GLY:HA?2 1.98 0.46
1:E:1006:DC:H5’ 3:D:2169:ARG:HA 1.97 0.46
3:A:194:GLN:NE2 3:A:196:ARG:HH22 2.13 0.45
3:A:2194:GLN:NE2 | 3:A:2196:ARG:HH22 2.14 0.45
1:B:1010:DT:C2 3:A:2199:ILE:HD12 2.51 0.45
3:A:3080:ILE:HD11 3:A:3142:VAL:CG1 2.46 0.45
3:D:1111:1ILE:HG22 3:D:2030:GLY:HA2 1.96 0.45
3:A:111:ILE:HG23 3:A:1029:LEU:HB3 1.98 0.45
3:D:1111:1ILE:HG22 3:D:2030:GLY:N 2.31 0.45
3:A:159:ILE:HG12 3:A:1177:LYS:HD3 1.98 0.45
1:E:1013:DT:H72 3:D:3197:-MET:HG3 1.99 0.45
3:D:111:ILE:CG2 3:D:1030:GLY:HA2 2.47 0.45
1:B:1013:DT:HY’ 3:A:4212:GLY:HA2 1.97 0.45
3:D:3263:LEU:HG 3:D:3269:ASN:HB2 1.99 0.45
3:A:2182:LEU:HD11 | 3:A:2189:LEU:HD12 1.99 0.45
3:A:2111:ILE:HG22 3:A:3030:GLY:CA 2.46 0.45
3:A:2130:ASP:OD2 | 3:A:2134:ARG:NHI1 2.50 0.45
3:D:4149:LEU:HD23 | 3:D:4171:MET:HE1 1.99 0.45
3:D:4177:LYS:HB3 3:D:4177:LYS:HE?2 1.82 0.45
3:D:149:LEU:HD23 3:D:171:MET:CE 2.47 0.45
3:A:1194:GLN:NE2 | 3:A:1196:ARG:HH22 2.14 0.44
3:A:4154:GLU:C 3:A:4156:GLU:H 2.19 0.44
3:A:4194:GLN:NE2 | 3:A:4196:ARG:HH22 2.14 0.44
1:E:1013:DT:H71 3:D:3197:MET:CG 2.45 0.44
3:A:2149:LEU:HD23 | 3:A:2171:MET:CE 2.47 0.44
3:D:130:ASP:0OD2 3:D:134:ARG:NH1 2.50 0.44
3:A:1130:ASP:0OD2 3:A:1134:ARG:NH1 2.51 0.44
3:A:3182:LEU:HD11 | 3:A:3189:LEU:HD12 1.99 0.44
1:E:1007:DA:C5’ 3:D:2212:GLY:HA2 2.47 0.44
3:D:2149:LEU:HD23 3:D:2171:MET:CE 2.48 0.44
3:D:1130:ASP:OD2 | 3:D:1134:ARG:NH1 2.01 0.43
3:D:1080:ILE:HD11 3:D:1142:VAL:CG1 2.48 0.43
3:D:194:GLN:HE21 3:D:196:ARG:NH1 2.05 0.43
3:A:1111:ILE:HG22 3:A:2030:GLY:HA2 2.01 0.43
3:D:4254:PRO:HG3 6:D:3502:ADP:02’ 2.18 0.43
3:A:130:ASP:0OD2 3:A:134:ARG:NH1 2.51 0.43
3:A:2177:LYS:HB3 3:A:2177:LYS:HE2 1.83 0.43
3:A:3101:PRO:HB3 | 3:A:4029:LEU:HD22 1.99 0.43
3:D:3130:ASP:OD2 | 3:D:3134:ARG:NHI1 2.01 0.43

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

3:D:3202:MET:HG2 3:D:3202:MET:H 1.66 0.43
3:A:2243:ARG:HG3 | 3:A:2259:GLU:HG2 2.00 0.43
3:A:3130:ASP:0OD2 3:A:3134:ARG:NH1 2.51 0.43
3:D:1149:LEU:HD?23 3:D:1171:MET:CE 2.48 0.43
3:D:3080:ILE:HD11 3:D:3142:VAL:CG1 2.48 0.43
3:D:2194:GLN:HE21 | 3:D:2196:ARG:NH1 2.04 0.43
3:D:3194:GLN:NE2 | 3:D:3196:ARG:HH22 2.16 0.43
3:D:4149:LEU:HD23 3:D:4171:MET:CE 2.48 0.43
3:A:1149:LEU:HD23 3:A:1171:MET:CE 2.48 0.43
3:A:3194:GLN:NE2 | 3:A:3196:ARG:HH22 2.15 0.43
3:A:4149:LEU:HD23 3:A:4171:MET:CE 2.49 0.43
3:A:3182:LEU:HD23 3:A:3187:THR:HB 2.00 0.43
3:D:2111:1ILE:HG22 3:D:3030:GLY:HA2 2.01 0.43
3:D:2039:THR:HG23 | 3:D:2332:ASN:HD21 1.84 0.43
3:D:4194:GLN:HE21 | 3:D:4196:ARG:NH1 2.03 0.43
3:A:4080:ILE:HD11 3:A:4142:VAL:CG1 2.49 0.43
3:A:137:ALA:HB1 3:A:1010:LEU:HB2 2.00 0.42
3:D:2243:ARG:HG3 | 3:D:2259:GLU:HG2 2.01 0.42
3:A:1198:LYS:HG2 3:A:1206:PRO:O 2.19 0.42
3:D:3124:GLN:HG3 3:D:4021:PHE:CD1 2.54 0.42
3:D:1076: THR:HG22 3:D:1077:LEU:N 2.34 0.42
3:D:3198:LYS:HG2 3:D:3206:PRO:O 2.20 0.42
3:A:3202:MET:H 3:A:3202:MET:HG2 1.65 0.42
3:D:3159:ILE:HD13 3:D:4126:LEU:HB3 2.02 0.42
3:A:2071:GLY:HA2 6:A:2502:ADP:H5’1 2.02 0.42
3:D:2080:ILE:HD11 3:D:2142:VAL:CG1 2.48 0.42
1:E:1013:DT:C7 3:D:3198:LYS:O 2.67 0.42
3:D:4130:ASP:OD2 | 3:D:4134:ARG:NH1 2.52 0.42
3:A:4095:ALA:O 3:A:4097:HIS:HD2 2.03 0.42
3:A:4130:ASP:0OD2 3:A:4134:ARG:NH1 2.53 0.42
3:A:1243:ARG:HG3 | 3:A:1259:GLU:HG2 2.02 0.42
3:D:1243:ARG:HG3 | 3:D:1259:GLU:HG2 2.01 0.42
3:A:2182:LEU:HD23 3:A:2187:THR:HB 2.02 0.42
3:A:1068:GLU:HG2 3:A:2216:LYS:CB 2.43 0.42
3:A:149:LEU:HD23 3:A:171:MET:CE 2.48 0.42
3:D:2080:ILE:HD11 | 3:D:2142:VAL:HG13 2.02 0.42
3:D:3194:GLN:HE21 | 3:D:3196:ARG:NH1 2.06 0.42
3:A:2198:LYS:HG2 3:A:2206:PRO:O 2.20 0.41
3:A:3177:LYS:HB3 3:A:3177:LYS:HE2 1.82 0.41
3:A:80:ILE:HD11 3:A:142:VAL:CG1 2.50 0.41
3:D:4023:LYS:H 3:D:4023:LYS:HG2 1.74 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:A:3149:LEU:HD23 | 3:A:3171:MET:CE 2.50 0.41
3:D:3149:LEU:HD23 3:D:3171:MET:CE 2.50 0.41
3:D:71:GLY:HA2 6:D:502:ADP:H5’1 2.03 0.41
3:A:3080:ILE:HD11 | 3:A:3142:VAL:HG13 2.02 0.41
1:B:1003:DT:H2’ 3:A:197:MET:O 2.20 0.41
3:A:1202:MET:H 3:A:1202:MET:HG2 1.64 0.41
3:A:243:ARG:HG3 3:A:259:GLU:HG2 2.02 0.41
3:D:2182:LEU:HD23 3:D:2187:THR:HB 2.01 0.41
3:D:4243:ARG:HG3 | 3:D:4259:GLU:HG2 2.03 0.41
3:A:177:LYS:HB3 3:A:177:LYS:HE2 1.85 0.41
3:D:3080:ILE:HD11 | 3:D:3142:VAL:HG13 2.02 0.41
3:D:1080:ILE:HD11 | 3:D:1142:VAL:HG13 2.02 0.41
3:D:1202:MET:HG2 3:D:1202:MET:H 1.65 0.41
3:D:3243:ARG:HG3 | 3:D:3259:GLU:HG2 2.02 0.41
3:A:182:LEU:HD23 3:A:187:THR:HB 2.03 0.41
3:A:2080:ILE:HD11 3:A:2142:VAL:CG1 2.50 0.41
3:D:1177:LYS:HB3 3:D:1177:LYS:HE2 1.84 0.41
3:D:4080:ILE:HD11 3:D:4142:VAL:CG1 2.50 0.41
3:A:2254:PRO:HG3 6:A:1502:ADP:02’ 2.21 0.41
3:A:2330:ASN:N 3:A:2331:PRO:HD3 2.35 0.41
3:D:1182:LEU:HD23 3:D:1187:-THR:HB 2.03 0.41
3:D:2076: THR:HG22 3:D:2077:LEU:N 2.36 0.41
3:D:3068:GLU:HA 5:D:3501:ALF:F1 2.11 0.41
3:D:3155:ILE:HA 3:D:4177:LYS:HE3 2.03 0.41
3:A:3243:ARG:HG3 | 3:A:3259:GLU:HG2 2.04 0.40
3:A:4080:ILE:HD11 | 3:A:4142:VAL:HG13 2.03 0.40
3:A:1076: THR:HG22 3:A:1077:LEU:N 2.36 0.40
3:A:3115:LEU:HD21 | 3:A:4014:LEU:HD21 2.02 0.40
3:D:4182:LEU:HD23 3:D:4187:THR:HB 2.03 0.40
3:A:2033:ARG:NE 3:A:2033:ARG:HA 2.37 0.40
3:D:201:VAL:HG23 3:D:203:PHE:CE1 2.57 0.40
3:D:2146:VAL:O 3:D:2149:LEU:HB2 2.22 0.40
3:D:3182:LEU:HD23 3:D:3187:-THR:HB 2.03 0.40
3:A:2282:LYS:HG3 3:D:3282:LYS:HG3 2.01 0.40
3:A:2199:ILE:HD11 | 3:A:3164:MET:HE3 2.03 0.40
3:A:4149:LEU:HD23 | 3:A:4171:MET:HE1 2.01 0.40
3:A:4243:ARG:HG3 | 3:A:4259:GLU:HG2 2.02 0.40
3:D:1101:PRO:HB3 | 3:D:2029:LEU:HD22 2.04 0.40
1:B:1010:DT:HY’ 3:A:3212:GLY:HA2 2.04 0.40
3:D:2198:LYS:HG2 3:D:2206:PRO:O 2.22 0.40

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
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metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:D:218:TYR:OH | 3:D:4087:GLY:O[4_456] 2.19 0.01

4.3 Torsion angles (i)
4.3.1 Protein backbone (1)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
3 A 1595/1706 (94%) | 1549 (97%) | 33 (2%) | 13 (1%) 22 64
3 D 1595/1706 (94%) | 1539 (96%) | 43 (3%) | 13 (1%) 22 64
All All 3190/3412 (94%) | 3088 (97%) | 76 (2%) | 26 (1%) 22 64

All (26) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
3 A 1023 LYS
3 A 2023 LYS
3 A 2330 ASN
3 A 3023 LYS
3 A 4023 LYS
3 D 1023 LYS
3 D 2023 LYS
3 D 3023 LYS
3 D 4023 LYS
3 D 1332 ASN
3 D 3269 ASN
3 D 332 ASN
3 D 2332 ASN
3 A 234 GLY
3 A 1234 GLY
3 A 2234 GLY
3 A 3234 GLY
3 A 3332 ASN

Continued on next page...
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Mol | Chain | Res | Type
3 A 4234 GLY
3 A 4269 ASN
3 D 234 GLY
3 D 1234 GLY
3 D 2234 GLY
3 D 3234 GLY
3 D 4234 GLY
3 A 4155 ILE

4.3.2 Protein sidechains ()

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
3 A 1267/1339 (95%) | 1142 (90%) | 125 (10%) 9l 34
3 D 1267/1339 (95%) | 1136 (90%) | 131 (10%) 8| 32
All All 2534/2678 (95%) | 2278 (90%) | 256 (10%) 9l 32

All (256) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
3 A 47 LEU
3 A 68 GLU
3 A 76 THR
3 A 85 ARG
3 A 114 LEU
3 A 140 VAL
3 A 142 VAL
3 A 146 VAL
3 A 149 LEU
3 A 166 LEU
3 A 183 LYS
3 A 189 LEU
3 A 193 ASN
3 A 205 ASN
3 A 208 THR

Continued on next page...
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Mol | Chain | Res | Type
3 A 209 THR
3 A 210 THR
3 A 223 LEU
3 A 251 ILE
3 A 285 GLU
3 A 311 ASP
3 A 314 GLU
3 A 1028 | ARG
3 A 1029 LEU
3 A 1047 LEU
3 A 1068 GLU
3 A 1076 | THR
3 A 1085 | ARG
3 A 1114 LEU
3 A 1140 VAL
3 A 1142 VAL
3 A 1146 VAL
3 A 1149 LEU
3 A 1166 LEU
3 A 1183 LYS
3 A 1189 LEU
3 A 1193 ASN
3 A 1199 ILE
3 A 1202 | MET
3 A 1205 ASN
3 A 1208 | THR
3 A 1209 | THR
3 A 1210 | THR
3 A 1223 LEU
3 A 1251 ILE
3 A 1285 GLU
3 A 1311 ASP
3 A 1314 | GLU
3 A 2028 | ARG
3 A 2029 LEU
3 A 2047 LEU
3 A 2068 GLU
3 A 2076 | THR
3 A 2085 | ARG
3 A 2114 LEU
3 A 2140 VAL
3 A 2142 VAL

Continued on next page...
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Mol | Chain | Res | Type
3 A 2146 VAL
3 A 2149 LEU
3 A 2166 LEU
3 A 2183 LYS
3 A 2189 LEU
3 A 2193 ASN
3 A 2199 ILE
3 A 2202 | MET
3 A 2205 ASN
3 A 2208 | THR
3 A 2209 | THR
3 A 2210 | THR
3 A 2223 LEU
3 A 2251 ILE
3 A 2285 GLU
3 A 2311 ASP
3 A 2314 | GLU
3 A 3028 | ARG
3 A 3029 LEU
3 A 3047 LEU
3 A 3068 GLU
3 A 3076 | THR
3 A 3085 | ARG
3 A 3114 LEU
3 A 3140 VAL
3 A 3142 VAL
3 A 3146 VAL
3 A 3149 LEU
3 A 3166 LEU
3 A 3183 LYS
3 A 3189 LEU
3 A 3193 ASN
3 A 3199 ILE
3 A 3202 | MET
3 A 3205 ASN
3 A 3208 | THR
3 A 3209 | THR
3 A 3210 | THR
3 A 3223 LEU
3 A 3251 ILE
3 A 3285 GLU
3 A 3311 ASP

Continued on next page...
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Mol | Chain | Res | Type
3 A 3314 | GLU
3 A 4028 | ARG
3 A 4029 LEU
3 A 4047 LEU
3 A 4068 GLU
3 A 4076 | THR
3 A 4085 | ARG
3 A 4114 LEU
3 A 4140 VAL
3 A 4142 VAL
3 A 4146 VAL
3 A 4149 LEU
3 A 4155 ILE
3 A 4166 LEU
3 A 4183 LYS
3 A 4189 LEU
3 A 4193 ASN
3 A 4205 ASN
3 A 4208 | THR
3 A 4209 | THR
3 A 4210 | THR
3 A 4223 LEU
3 A 4251 ILE
3 A 4285 GLU
3 A 4311 ASP
3 A 4314 | GLU
3 D 47 LEU
3 D 68 GLU
3 D 76 THR
3 D 85 ARG
3 D 114 LEU
3 D 140 VAL
3 D 142 VAL
3 D 146 VAL
3 D 149 LEU
3 D 164 MET
3 D 166 LEU
3 D 183 LYS
3 D 189 LEU
3 D 193 ASN
3 D 202 MET
3 D 203 PHE

Continued on next page...
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Mol | Chain | Res | Type
3 D 205 ASN
3 D 208 THR
3 D 209 THR
3 D 210 THR
3 D 223 LEU
3 D 251 ILE
3 D 285 GLU
3 D 311 ASP
3 D 314 GLU
3 D 1028 | ARG
3 D 1029 LEU
3 D 1047 LEU
3 D 1068 GLU
3 D 1076 | THR
3 D 1085 | ARG
3 D 1114 LEU
3 D 1140 VAL
3 D 1142 VAL
3 D 1146 VAL
3 D 1149 LEU
3 D 1166 LEU
3 D 1183 LYS
3 D 1189 LEU
3 D 1193 ASN
3 D 1199 ILE
3 D 1202 | MET
3 D 1205 ASN
3 D 1208 | THR
3 D 1209 | THR
3 D 1210 | THR
3 D 1223 LEU
3 D 1251 ILE
3 D 1285 GLU
3 D 1311 ASP
3 D 1314 | GLU
3 D 1332 ASN
3 D 2028 | ARG
3 D 2029 LEU
3 D 2047 LEU
3 D 2068 GLU
3 D 2076 | THR
3 D 2085 | ARG

Continued on next page...
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Mol | Chain | Res | Type
3 D 2114 LEU
3 D 2140 VAL
3 D 2142 VAL
3 D 2146 VAL
3 D 2149 LEU
3 D 2166 LEU
3 D 2183 LYS
3 D 2189 LEU
3 D 2193 ASN
3 D 2199 ILE
3 D 2202 | MET
3 D 2205 ASN
3 D 2208 | THR
3 D 2209 | THR
3 D 2210 | THR
3 D 2223 LEU
3 D 2251 ILE
3 D 2285 GLU
3 D 2311 ASP
3 D 2314 | GLU
3 D 2332 ASN
3 D 3028 | ARG
3 D 3029 LEU
3 D 3047 LEU
3 D 3068 GLU
3 D 3076 | THR
3 D 3085 | ARG
3 D 3114 LEU
3 D 3140 VAL
3 D 3142 VAL
3 D 3146 VAL
3 D 3149 LEU
3 D 3166 LEU
3 D 3183 LYS
3 D 3189 LEU
3 D 3193 ASN
3 D 3199 ILE
3 D 3202 | MET
3 D 3205 ASN
3 D 3208 | THR
3 D 3209 | THR
3 D 3210 | THR

Continued on next page...
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Mol | Chain | Res | Type
3 D 3223 LEU
3 D 3251 ILE
3 D 3285 GLU
3 D 3311 ASP
3 D 3314 | GLU
3 D 3329 SER
3 D 4028 | ARG
3 D 4029 LEU
3 D 4047 LEU
3 D 4068 GLU
3 D 4076 | THR
3 D 4085 | ARG
3 D 4114 LEU
3 D 4140 VAL
3 D 4142 VAL
3 D 4146 VAL
3 D 4149 LEU
3 D 4164 | MET
3 D 4166 LEU
3 D 4183 LYS
3 D 4189 LEU
3 D 4193 ASN
3 D 4205 ASN
3 D 4208 | THR
3 D 4209 | THR
3 D 4210 | THR
3 D 4223 LEU
3 D 4251 ILE
3 D 4285 GLU
3 D 4311 ASP
3 D 4314 | GLU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (81) such
sidechains are listed below:

Mol | Chain | Res | Type
3 A 97 HIS
3 A 181 ASN
3 A 193 ASN
3 A 194 GLN
3 A 205 ASN
3 A 300 GLN
3 A 304 ASN

Continued on next page...
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Mol | Chain | Res | Type
3 A 1097 HIS
3 A 1173 GLN
3 A 1181 ASN
3 A 1193 ASN
3 A 1194 | GLN
3 A 1205 ASN
3 A 1300 GLN
3 A 1304 ASN
3 A 2097 HIS
3 A 2173 GLN
3 A 2181 ASN
3 A 2193 ASN
3 A 2194 | GLN
3 A 2300 GLN
3 A 2304 ASN
3 A 2332 ASN
3 A 3097 HIS
3 A 3173 GLN
3 A 3181 ASN
3 A 3193 ASN
3 A 3194 | GLN
3 A 3205 ASN
3 A 3300 GLN
3 A 3304 ASN
3 A 4097 HIS
3 A 4173 GLN
3 A 4181 ASN
3 A 4193 ASN
3 A 4194 | GLN
3 A 4205 ASN
3 A 4300 GLN
3 A 4304 ASN
3 D 97 HIS
3 D 181 ASN
3 D 193 ASN
3 D 194 GLN
3 D 205 ASN
3 D 300 GLN
3 D 304 ASN
3 D 332 ASN
3 D 1097 HIS
3 D 1173 GLN

Continued on next page...
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Mol | Chain | Res | Type
3 D 1181 ASN
3 D 1193 ASN
3 D 1194 | GLN
3 D 1205 ASN
3 D 1300 GLN
3 D 1304 ASN
3 D 1332 ASN
3 D 2097 HIS
3 D 2173 GLN
3 D 2181 ASN
3 D 2193 ASN
3 D 2194 | GLN
3 D 2205 ASN
3 D 2300 GLN
3 D 2304 ASN
3 D 3097 HIS
3 D 3173 GLN
3 D 3181 ASN
3 D 3193 ASN
3 D 3194 | GLN
3 D 3205 ASN
3 D 3300 GLN
3 D 3304 ASN
3 D 4097 HIS
3 D 4173 GLN
3 D 4181 ASN
3 D 4184 | GLN
3 D 4193 ASN
3 D 4194 | GLN
3 D 4205 ASN
3 D 4300 GLN
3 D 4304 ASN

4.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

There are no carbohydrates in this entry.

4.6 Ligand geometry (i)

Of 30 ligands modelled in this entry, 10 are monoatomic - leaving 20 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 Counts RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
5 | ALF | A | 1501 - 044 | 0.00 - 066 | 0.00 -
6 | ADP | A 1502 4 [252029] 1.02 | 1(4%) |244545| 1.92 | 3 (12%)
5 | ALF | A | 2501 - 0,44 | 0.00 - 0,66 | 0.00 -
6 | ADP | A | 2502 4 [252029] 098 | 1(4%) |244545| 150 | 3 (12%)
5 | ALF | A | 3501 - 0,44 | 0.00 - 0,66 | 0.00 -
6 | ADP | A |3502| 4 |252929| L1l | 2(8%) |244545| 1.71 | 2 (8%)
5 ALF A 4501 - 0,4,4 0.00 - 0,6,6 0.00 -
6 | ADP | A [ 4502 4 [252029] 1.16 | 2 (8%) |24,4545| 170 | 5 (20%)
) ALF A 501 - 0,4,4 0.00 - 0,6,6 0.00 -
6 | ADP | A | 502 | 4 |252020] 1.08 | 2(8%) |244545| 1.62 | 1 (4%)
5 | ALF | D | 1501 | - 0,44 | 0.00 - 0,66 | 0.00 -
6 | ADP | D [1502| 4 [252029] 094 | 2(8%) |244545| 166 | 4 (16%)
5 | ALF | D | 2501 - 0,44 | 0.00 - 0,66 | 0.00 -
6 | ADP | D |2502] 4 |252029] 1.09 | 1(4%) |24.4545| 181 | 2 (8%)
) ALF D 3501 - 0,4,4 0.00 - 0,6,6 0.00 -
6 | ADP | D [3502| 4 |252929| 1.05 | 1 (4%) |24,4545| 147 | 2 (8%)
) ALF D 4501 - 0,4,4 0.00 - 0,6,6 0.00 -
6 | ADP | D [4502| 4 [252029] 1.09 | 1(4%) |244545| 177 | 3 (12%)
) ALF D 501 - 0,4,4 0.00 - 0,6,6 0.00 -
6 ADP D 502 4 25,29,29 | 0.99 1 (4%) | 24,4545 | 1.45 2 (8%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns.

no outliers of that kind were identified.

b

means
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
5 ALF A 1501 - - 0/0/0/0 | 0/0/0/0
6 ADP A 1502 4 - 0/12/32/32 | 0/3/3/3
5 ALF A 2501 - - 0/0/0/0 | 0/0/0/0
6 ADP A 2502 4 - 0/12/32/32 | 0/3/3/3
5 ALF A 3501 - - 0/0/0/0 | 0/0/0/0
6 ADP A 3502 4 - 0/12/32/32 | 0/3/3/3
5 ALF A 4501 - - 0/0/0/0 | 0/0/0/0
6 ADP A 4502 4 - 0/12/32/32 | 0/3/3/3
5 ALF A 501 - - 0/0/0/0 | 0/0/0/0
6 ADP A 502 4 - 0/12/32/32 | 0/3/3/3
5 ALF D 1501 - - 0/0/0/0 | 0/0/0/0
6 ADP D 1502 4 - 0/12/32/32 | 0/3/3/3
5 ALF D 2501 - - 0/0/0/0 | 0/0/0/0
6 ADP D 2502 4 - 0/12/32/32 1 0/3/3/3
5 ALF D 3501 - - 0/0/0/0 | 0/0/0/0
6 ADP D 3502 4 - 0/12/32/32 1 0/3/3/3
5 ALF D 4501 - - 0/0/0/0 | 0/0/0/0
6 ADP D 4502 4 - 0/12/32/32 | 0/3/3/3
5 ALF D 501 - - 0/0/0/0 | 0/0/0/0
6 ADP D 502 4 - 0/12/32/32 | 0/3/3/3

All (14) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
6 D 1502 | ADP | PB-O3A | 2.05 1.63 1.60
6 A 502 | ADP C2-N3 | 2.10 1.35 1.32
6 A 4502 | ADP | O4-C1’ | 2.17 1.44 1.41
6 D 1502 | ADP C5-C4 | 2.66 1.46 1.40
6 A 1502 | ADP C5-C4 | 2.95 1.47 1.40
6 A 3502 | ADP | PB-O3A | 2.95 1.64 1.60
6 A 3502 | ADP | C5-C4 | 298 1.47 1.40
6 D 502 | ADP | C5-C4 | 3.07 1.47 1.40
6 A 2502 | ADP Ch-C4 | 3.11 1.47 1.40
6 D 3502 | ADP Ch-C4 | 3.18 1.47 1.40
6 A 4502 | ADP C5-C4 | 3.32 1.48 1.40
6 A 502 | ADP C5-C4 | 341 1.48 1.40
6 D 4502 | ADP C5-C4 | 3.63 1.48 1.40
6 D 2502 | ADP | C5-C4 | 3.63 1.48 1.40

All (27) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
6 A 1502 | ADP N3-C2-N1 -7.50 122.33 128.86
Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
6 D 2502 | ADP N3-C2-N1 -6.98 122.78 128.86
6 A 3502 | ADP N3-C2-N1 -6.85 122.89 128.86
6 D 4502 | ADP N3-C2-N1 -6.46 123.24 128.86
6 A 4502 | ADP N3-C2-N1 -6.43 123.26 128.86
6 D 1502 | ADP N3-C2-N1 -6.07 123.57 128.86
6 A 502 | ADP N3-C2-N1 -0.98 123.65 128.86
6 D 3502 | ADP N3-C2-N1 -5.52 124.05 128.86
6 A 2502 | ADP N3-C2-N1 -5.41 124.15 128.86
6 D 502 | ADP N3-C2-N1 -4.63 124.83 128.86
6 D 502 | ADP C4-Cb-NT7 -2.57 106.92 109.41
6 A 4502 | ADP C4-Ch-NT7 -2.27 107.21 109.41
6 D 1502 | ADP C4-C5-N7 -2.16 107.32 109.41
6 D 3502 | ADP N6-C6-N1 2.01 122.75 118.77
6 A 2502 | ADP | O2B-PB-O1B | 2.04 118.47 110.50
6 A 1502 | ADP C2-N1-C6 2.08 122.42 118.77
6 A 4502 | ADP C2-N1-C6 2.14 122.52 118.77
6 A 2502 | ADP N6-C6-N1 2.17 123.07 118.77
6 D 1502 | ADP | O2B-PB-O1B | 2.20 119.09 110.50
6 A 4502 | ADP | O2B-PB-O1B | 2.20 119.11 110.50
6 A 4502 | ADP N6-C6-N1 2.22 123.17 118.77
6 D 4502 | ADP | O3B-PB-O2B | 2.26 116.73 107.61
6 D 1502 | ADP N6-C6-N1 241 123.54 118.77
6 A 3502 | ADP C2-N1-C6 2.42 123.00 118.77
6 D 4502 | ADP C2-N1-C6 2.64 123.39 118.77
6 A 1502 | ADP N6-C6-N1 2.75 124.22 118.77
6 D 2502 | ADP C2-N1-C6 3.00 124.01 118.77

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

9 monomers are involved in 12 short contacts:

Mol

Chain

Res

Type
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Continued from previous page...
Mol | Chain | Res | Type | Clashes | Symm-Clashes
6 D 502 | ADP 2 0

4.7 Other polymers (i)

There are no such residues in this entry.

4.8 Polymer linkage issues (i)

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

5.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 B 12/15 (80%) 0.07 1(8%) |12 37, 42, 48, 48 0
1 E 12/15 (80%) 0.04 0 | 38, 47, 53, 62 0
2 C 6/6 (100%) 0.31 0 | 46, 48, 63, 66 | 1 (16%)
2 F 6/6 (100%) 0.22 0 | 48, 50, 55, 56 | 1 (16%)
3 A | 1609/1706 (94%) 0.24 69 (4%) 36 21 |39, 49, 64, 96 0
3 D | 1609/1706 (94%) 0.12 59 (3%) 42 26 | 39, 49, 65, 96 0
All | ALl | 3254/3454 (94%) 0.18 129 (3%) 39 24 | 37,49, 64,96 | 2 (0%)

All (129) RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
3 D 4295 | GLY 5.1
3 A 37 | VAL 5.1
3 A 4164 | MET 4.9
3 D 2001 | ALA 4.3
3 A 1333 | SER 4.3
3 A 1287 | ALA 4.3
3 D 4297 | LYS 4.2
3 A 3203 | PHE 4.2
3 D 333 | SER 4.1
3 A 288 | GLY 4.0
3 A 3204 | GLY 3.8
3 A 205 | ASN 3.7
3 A 1202 | MET 3.7
3 A 2202 | MET 3.7
3 A 4155 | ILE 3.7
3 D 4291 | TYR 3.6
3 D 3204 | GLY 3.6
3 A 276 | ASP 3.6
3 D 3202 | MET 3.6

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
3 A 1289 | ALA 3.6
3 D 3203 | PHE 3.6
3 A 3202 | MET 3.5
3 A 299 | GLY 3.5
3 A 251 | ILE 3.5
3 A 60 | ARG 3.4
3 D 2002 | ILE 3.4
3 D 4290 | TRP 3.4
3 A 314 | GLU 3.3
3 D 4001 | ALA 3.3
3 D 3001 | ALA 3.2
3 A 1204 | GLY 3.2
3 D 4318 | GLU 3.2
3 D 3330 | ASN 3.2
3 D 4317 | LYS 3.1
3 A 315 | THR 3.0
3 A 282 | LYS 3.0
3 A 331 | PRO 3.0
3 D 4282 | LYS 3.0
3 D 3023 | LYS 3.0
3 D 4275 | VAL 2.9
3 A 204 | GLY 2.9
3 A 4001 | ALA 2.9
3 A 55 | GLY 2.9
3 D 3296 | GLU 2.8
3 A 253 | ALA 2.8
3 A 326 | LEU 2.8
3 D 4313 | PRO 2.8
3 D 3295 | GLY 2.8
3 D 3287 | ALA 2.8
3 A 1298 | ILE 2.7
3 A 332 | ASN 2.7
3 A 2287 | ALA 2.7
3 D 4314 | GLU 2.6
3 D 4164 | MET 2.6
3 A 168 | ALA 2.6
3 D 4311 | ASP 2.6
3 A 2200 | GLY 2.6
3 D 176 | ARG 2.6
3 A 333 | SER 2.6
3 A 1286 | LYS 2.6
3 A 1300 | GLN 2.6

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
3 A 1299 | GLY 2.6
3 A 274 | LEU 2.6
3 D 4315 | THR 2.6
3 D 2023 | LYS 2.5
3 A 3003 | ASP 2.5
3 A 4208 | THR 2.5
3 D 4278 | GLY 2.5
3 D 4321 | LYS 2.5
3 A 197 | MET 2.5
3 A 1297 | LYS 2.5
3 A 4002 | ILE 2.5
3 A 4023 | LYS 2.4
3 D 4277 | LEU 2.4
3 D 332 | ASN 2.4
3 D 4294 | LYS 2.4
3 D 4316 | ALA 24
3 A 1321 | LYS 24
3 D 4152 | LYS 24
3 D 4312 | ASN 2.3
3 D 1202 | MET 2.3
3 A 53 | ALA 2.3
3 D 4235 | GLU 2.3
3 D 3329 | SER 2.3
3 D 1333 | SER 2.3
3 D 2333 | SER 2.3
3 D 2145 | SER 2.3
3 A 2201 | VAL 2.3
3 A 1332 | ASN 2.3
3 A 3220 | SER 2.2
3 A 287 | ALA 2.2
3 A 289 | ALA 2.2
3 D 1200 | GLY 2.2
3 D 4296 | GLU 2.2
3 A 298 | ILE 2.2
3 D 1298 | ILE 2.2
3 A 311 | ASP 2.2
3 A 327 | LEU 2.2
3 A 49 ILE 2.2
3 D 1289 | ALA 2.2
3 D 2203 | PHE 2.2
3 A 1325 | GLU 2.2
3 D 4328 | LEU 2.2

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | RSRZ
1308 | TRP 2.2
3317 | LYS 2.2
296 | GLU 2.2
1201 | VAL 2.2
280 | LYS 2.2
254 | PRO 2.1
3144 | ASP 2.1
2144 | ASP 2.1
330 | ASN 2.1
1204 | GLY 2.1
1002 | DT 2.1
4005 | ASN 2.1
202 | MET 2.1
4002 | ILE 2.1
300 | GLN 2.1
204 | GLY 2.1
1332 | ASN 2.1
4156 | GLU 2.1
206 | PRO 2.1
1203 | PHE 2.0
1291 | TYR 2.0
199 | ILE 2.0
203 | PHE 2.0
3200 | GLY 2.0
216 | LYS 2.0
1031 | GLU 2.0
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5.2 Non-standard residues in protein, DNA, RNA chains (i)

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

5.3 Carbohydrates (i)

There are no carbohydrates in this entry.

5.4 Ligands (i)

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

PROTEIN DATA BANK
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of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy

less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
4 MG A 500 1/1 0.90 0.43 2.82 44,4444 44 0
d ALF A 1501 5/5 0.93 0.30 1.47 35,35,38,41 0
d ALF D 3501 5/5 0.93 0.29 0.57 27,29,33,33 0
3 ALF D 2501 5/5 0.96 0.36 0.37 24,26,29,30 0
3 ALF A 501 5/5 0.92 0.30 0.32 38,39,44,46 0
6 | ADP | A | 502 | 27/27 | 091 | 0.26 | 0.06 42 44,48 49 0
3 ALF D 501 5/5 0.97 0.31 0.05 30,30,32,35 0
5 | ALF | D | 1501| 5/5 0.97 | 028 | -0.10 | 23,24,26,26 0
d ALF A 3501 5/5 0.94 0.28 -0.33 28,28,31,32 0
6 | ADP | A | 3502 | 27/27 | 094 | 0.21 | -0.57 | 16,20,24,26 0
5 | ALF | D | 4501| 5/5 0.90 | 0.17 | -058 | 41,41,43,43 0
6 ADP D 3502 | 27/27 0.93 0.20 -0.58 28,34,36,37 0
6 ADP A 1502 | 27/27 0.96 0.20 -0.65 27,30,35,35 0
3 ALF A 4501 5/5 0.90 0.17 | -0.74 49,49,51,51 0
6 ADP D 502 | 27/27 0.96 0.21 -0.77 16,23,29,30 0
5 | ALF | A | 2501| 5/5 0.96 | 026 | -0.94 | 24252728 0
6 ADP D 4502 | 27/27 0.93 0.14 -1.07 41,43,45,46 0
6 | ADP | A | 4502 | 27/27 | 093 | 0.14 | -1.24 | 31424445 0
6 ADP A 2502 | 27/27 0.96 0.17 | -1.25 15,20,27,27 0
6 ADP D 2502 | 27/27 0.95 0.19 -1.31 25,27,29,30 0
6 ADP D 1502 | 27/27 0.96 0.19 -1.38 15,19,23,24 0
i | MG X [ 3500 1/1 0.95 | 0.42 - 97.27.97,27 0
i | MG A | 4500 1/1 0.95 | 0.24 . 32.32.32.32 0
4 MG A 1500 1/1 0.92 0.43 - 38,38,38,38 0
4 MG D 500 1/1 0.92 0.39 - 34,34,34,34 0
4 MG D 1500 1/1 0.96 0.41 - 28,28,28,28 0
4 MG D 3500 1/1 0.87 0.36 - 31,31,31,31 0
i | MG A | 2500 1/1 0.94 | 0.42 . 95.25,25.25 0
i MG D | 2500 | 1/1 0.94 | 0.55 - 32.32,32,32 0
4 MG D 4500 1/1 0.80 0.19 - 39,39,39,39 0

5.5 Other polymers (i)

There are no such residues in this entry.
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