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CHAIN COMPLEX WITH MGADP.BEF3 BOUND AT THE ACTIVE SITE
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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http:/ /www.wwpdb.org/validation /2017 /FAQs+#types.

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

MolProbity : 4-5-2 with Phenix2.0
Mogul : 2022.3.0, CSD as543be (2022)

Xtriage (Phenix) : NOT EXECUTED

EDS : NOT EXECUTED

Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 3.62 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 - 51
Ramachandran outliers T 6.6%
Sidechain outliers W 37.0%
Worse Better

I Percentile relative to all X-ray structures

[I Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 190562 1092 (3.72-3.52)
Ramachandran outliers 187476 1057 (3.72-3.52)
Sidechain outliers 187428 1055 (3.72-3.52)

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 of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. 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%

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 820 T T 50% 27% 5%
1 C 820 T T 50% 26% 5%
1 E 820 T T 50% 26% 5%
1 G 820 T 50% 26% 5%
2 B 150 T 50% 32% =
2 D 150 T 52% 29% -
2 F 150 T 53% 31% =
2 H 150 T 52% 31% =

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#overall_quality
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 29948 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 MYOSIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 78l ngt;;l 4(%9 1(1)\; 8 1?76 289 0 0 0
1 ¢ 78l gggzl 4(%9 1(1)\; 8 1?76 289 0 0 0
1 B 78l gggl 4(%9 1(1)\; 8 11076 289 0 0 0
L] ¢ B g0 a0 107 1176 29 0 ; 0
e Molecule 2 is a protein called MYOSIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 148 ?‘i:ﬁl 722 1153 2(?35 181 0 0 0
2 b 148 ?‘i:ﬁl 7;12 11£\)I3 2(?35 181 0 0 0
2 K 148 ?ig?l 722 11;3 2(?35 181 0 0 0
2 H 148 r‘lr(igall 722 115313 2(??5 181 0 0 0

e Molecule 3 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 1 Total Mg 0 0

1 1
3 C 1 Total Mg 0 0

1 1
3 B 1 Total Mg 0 0

1 1
3 a 1 Total Mg 0 0

1 1

gPDB



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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e Molecule 4 is ADENOSINE-5-DIPHOSPHATE (CCD ID: ADP) (formula: C;1oH;5N5010P5).

ADP

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IR TN
IR
IR TR
IEEEEE TN

e Molecule 5 is BERYLLIUM TRIFLUORIDE ION (CCD ID

BEF

: BEF) (formula: BeF3).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 1 Toial Ble 1;,: 0 0
5 | C 1 foral Be b 0 0
5 | E 1 foral Be b 0 0
5 | G 1 foral Be b 0 0
e Molecule 6 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | A 2 foral 0 0 0

6 | C 2 foral 0 0 0

6 | E 2 foral O 0 0

6 G 2 TO;al (2) 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide 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. 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. Stretches of 2 or more

consecutive residues without any outlier are shown as a green connector. Residues present in the

sample, but not in the model, are shown in grey.

Note EDS was not executed.
e Molecule 1: MYOSIN

5%

27%

50%

15%

Chain A:

z9d

LSA

9G4

e

[4cic

oY

¥vd
€7D

152

SEA

)
o
£

o
N®m
=0 <

~
N
<

21
€ed

TN

€11
crd
T
01"

91

€b

(449
1210

6TTT

Sy ©
[} <)
O =

261
164

681
880

183

S8)

v.La
€.La

TLS
0LT
69L

PoN
€94

L8TL

S8Td
78TL

2819

3

T9TA

6STL

9STI
SGTV
25128

CSTH
TS91d

6V T

OV T

8ETI

9ETA
SETH
vers
EETA

6210

LTTX
92Td
SCIN

62cd
8TTN
ka4 §

¥ee1
£TTh
[44a)
Teed

STed
i4%49)
€1ed

00Zs
66TS

LBTA

7611
€6TA

06TA

80€d

90€T

70ea
€0EN

TOEW
00€D

8628
Lecy
962D

7621
€621
T6TA
T6CA
0624
6821

€82a
[4:10'8

08zh

8,21
11TV

€.L23
cLTT

0LTX
6921

S92V

€9€T

TS€S

6ved
8¥ed

9ved

vved

TPEI
0veL
B6EEW
8EEV
Legd
9€€T

eeed
ceed

oged
62ed
8zed
LzTED
9ZED

veed
€CEI

Teen
0CEH
61€D

L1€S

vrel

CTEN

0Ted

6CVV

Sevd
¥Zva

(447}

LT9Y
9THY
STHD
14570
ETPA
(4544

0T¥%d
60%A
80%)

S0%d
YoVl
€0¥T
20%I

0074
66EL
86€4
16€d

Y6EN

06€T

88€0

98€Y
g8ed

Z8eL
T8EN
08ed
8LEW
LLES

v.LeQ

TLed
0Led

1670
0670

98¥N

1453728
£8YN

08%1

8Ly
L1974

SLYN

0L%d

LOVY

0974
6375

157d

677V
23747208

YPvL
eV

YoM

6€7d
8EVT

SEVA

9491
09T
6€39Y
8€9T

9€4d
¥esd

CESL

0€SYH
6254

pRacy
9¢sd
S¢SI
%230
€¢9d

0zsa
6151

L1754

STSI

CTSM

605D
8054

S0SA
%094

1054
0081

S6VH
767N

26%1

.80

TLSS
TLSY

6954

L98Y
99SH
S9SN
799D

2983

859%

SG54

TLOL

G993

€99K
2991
1990
099D

8991

9994

7€9T

T€9I

929
SToM

€290
oV
TZOA
0294

879Q

5790

TTON
€191

O

R LDWIDE
PROTEIN DATA BANK

W


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots

1BR4

wwPDB X-ray Structure Validation Summary Report

Page 7

€€LY4

9CLA

€TLN

TeLd
0ZLd

8T.Y4
LTLD

96.L1

06.L7T
68.0
88,4

98,4

8G.LY
LSLT

CSLY

0z8d
6181

918d
ST8Y

08T
908&
508D

€080
208b
T08Y

66,4

e Molecule 1

L6LI

MYOSIN

5%

3

26%

50%

15%

Chain C

z9d

094

LSA
9G4

[4sicy
1S3

61

Eid

o
< <+
O

@ -
[} N4
wn 54

9EM
SEA

€ex

-
o
<

0es
6CM

&
=

Lev

o o
ISR [N
== A

LTH

)
—
=

€11

o - o
o
BN

©
=}

32}
o

(449
1210

6111
811D

3

9TTA

42258

~
I
=

S8)%

€84

08d
6LN

— N oM
[
wn XA

0LT
691

PoN
€94

S8Td
78TL

281D

LLTD
9LTL
S.L10

€LTI
CLIS
TLID
0.1

L91a
9910

T9TA

6GTL

9GTI
SGTV
125128

CSTH
197d

67T

0%TH
6ETA
8ETI

SeTd
vers
€ETA

1€Td

6210

LTTX
9¢1d
SCIN

¥ee1
€zeh
(444}
|44

eaaaty
v1es
€1ed

00zs
661S

LBTA

¥611
E€6TA

06TA

L8TL

90€T

Yoea
€0EN

TOEW
00€d

8628
Lecy
9629

621
€621
C6TA
T6TA
0624
6821

€82a
(4218}

08z

8,21
LLTY

€Lcd
2LT1

0LZX
6921

S9CV

89€)
L,9€d

S9€I
F9eN
£9€D

T9ed
09€T1
6GEN

LSES

SGEA

€9€T

19€S
0Sel
67€b
8ved

9v€d

6Ty

Sevd
¥Zva

[447\)

LT9Y
9T¥)
STHD
14570
€T7A
(4544

0T¥d
60%A
80%)

Y6EN

06€T

88€0

98€%
g8ed

Z8EL
T8EN
08ed

8LEN
LLES

vLea

0.L€4

0670

98¥N

1453728
£8YN

08%1

8L%Hd
LL%4

SLYN

0L%3

LOVY

09%4
6575

1S7d

(G444
174728

YvvL
eYY1

TPvM
6evd
8EYT

SEVA

TEYY

0SSV
6%S)
8¥Sd

9%SM

T9e1
0%S1T
6€3Y
8€9T

S€9d
v€qd

CTESL

0€SY
6253

S6VH
Y6VN

(45788
1670

%09d
€090

TOON

66G.L

L6SM
968Y

€6SN
(4308

6.SL
8931

.50

TLSS
TLSH

6954

L9SY
99SH
S9SN
%999

2954

8GS)

G654

ECLN

TeLd
0ZLd

8T.4

O

R LDWIDE
PROTEIN DATA BANK

W



1BR4

wwPDB X-ray Structure Validation Summary Report

Page 8

96.L1

06.L7T
68.0
884

98,4

853
LSLI

CSLY
180

6%.D

LYW

TvLA

VLI

8ELY
LELT
9€LT
SE€LH

e Molecule 1

€€L4

0z8d
6181

918d
ST8Y

L08T
9084
508D

€080
208b
T08Y

66,4

L6LI

MYOSIN

5%

3

26%

50%

~
o
<

15%

Chain E

z9d

o
©
5]

~
0
=

9G4

1S3

671

oY

€%D
[47:4
52

6€S

) n ©
” m M
£ ==
© oo}
[} [}
= <<

DO
A mm
=un <

<
N
—

€cd

TN
(4

~
—
£

- N om0
oo
R e N

01"

9T

€

(449
1210

6111
811D

9TTA

4928

00TA

261
164

68N

184
98A
S84

€84

08d
6LN

€94

L8TL

S87d
78TL

281D

3

LLTD
9LTL
SL1D

LTI
TLIS
TLTD

3

L91Q
9970

T9TA

6SGTL

98TI
SSTY
YSTA

CSTH
1S1d

67T

OYTH
6€TA
8E€TI

Setd
vers
EETA

T€1d

6210

LTTX
9¢1d
SCIN

6ccd
8¢TN
2TV

(44
€zeh
(4448
Teed

1

00zs
661S

LBTA

7611
€6TA

06TA

€820
[4:14)

08zh

8.C1
LL2Y

€.LTd
LT

0LZX
6921

S9CV

0.,€3

89¢€)
L9ed

S9€T
P9EN
€9€D

19ed
09€T1
63EA

LSES

SSEA

£G€T

TSES

67D
8ved

9ved

TEVV

6CVY

Sehd
veva

[447]

0T¥d
607N
80%)

76EN

06€T

88€0

98€N
s8ed

T8EL
T8EN
08ed

8LEN
LLES

v.eQ

2671
1670
0670

98%N

I8
E€8YN

08%1

8L¥d
LL%d

SLVN

0Lvd

L9YV

09%d
657S

1S%d

677y
2374728

4420
€Yy

TYvM

6EVd
8EVT

SEV

0SSV
675X
8%Sd

9%SM

a1
0791
6E39Y
8€9T

S€Sd
7€Sd

CESL
T€Sd
0€SY
6254

S6VH
767N

VTN
€191

6091
809N
L09Q

709d
€090

TOON

66SL

LB6SM
96SY

€6SN
CT6SA

6.LSL
8.LS)

v.50

TLSS
TLSH

6954

L98Y
99GH
S9SN
799D

{4k

8GS)

§GS4

3

TLOL

3

9594

7€9T

T€91

929
STOM

€290
2TV
T2OA
0294

8190

ST90

9€LI
S€LT

€€LY

9CTLA

ETLN

TeLd
0TLd

8T.4
LT.LD

9.L9N

66.4

L6LI
96.L1

06.LT
68.La
88,4

98.L4

¥8LT

08LA
6L.LD

1LY
9LLd
SLLd

89.L)
LSLI

TS8LY

67.LD

LY.L

2

ThLI

8ELY
LELT

O

R LDWIDE
PROTEIN DATA BANK

W



1BR4

wwPDB X-ray Structure Validation Summary Report

MYOSIN

Page 9

0z8d
6181

9180
G184

2184

e Molecule 1

5%

3

26%

50%

15%

Chain G

€94
z9d

o
©
I""I

LSA
994

4=
T84

671

Eidl

42
€%D
CVH
15728

6ES

9EM
SEA

o
]
le

Tev

6CM

L2V

721
€2d

TeN
ozA
6Td

STA

o~ ol
PRSI
m X

©
=

)
=4

cTTA
1210

6TTT
811D

3

9TTXA

YITX

©
<)
=

<
o)
o

€6L
261
164

681

183

S8)

€84

08d

TLS
0LT
691

PoN

L8TL

S8Td
78TL

2819

LLTD
9LTL
SL10

€L11
TLIS

geTd
vers

LTTK
92Td
SCIN

£22Th
(448

06TA

£€82a
(410’8

08zb

8,21

TLTT

0LTX

0L€4

89¢e%
L9ed

SSEA

€G€T

TS€S
0SelL
67ED
8ved

9ved

(441

Sevd
¥Zva

(447}

LT%Y
9T¥A
STHD
14570
ETVA
(4549

T6EN

06€T

88€D

98€Y
s8eb

Z8eL
T8EN
08ed

8LEW
LLES

SLeb
v.ea

TLed

671
1670
0670

98%N

453728
£8YN

0871

8.4
LL94

SLYN

0L%d

LOVY

0974
63975

16%d

677V
23747208

PPl
eV

TyvM

6€7d
8EVT

SEVA

0SSV
679%
8¥%5d

9%SM

9481
09T
6€39Y
8€9T

S€Sd
¥esd

CESL

0€SY
6259

S6VH
T67N

€197

6097
809N
L09a

%09d
€090

TOON

66SL

16SM
96SY

€6SN
265K

6LSL
8L9%

7,80

CLSS
TLSY

6954

859%1

SG54

TLOL

7€9T

T€9I

5790
TTON

€€LY

9TLA

E€TLN

TeLd
0TLD

3

8T.LY4
LTLD

L6L1
96.L1

08LA
6.L.LD

LL.Y
9LL4
SL.4

893
LSLI

csLyY
TS0

6%.D

LYW

iz

0z8d
6181

9180
G184

2184

: MYOSIN

e Molecule 2

O

R LDWIDE
PROTEIN DATA BANK

W



1BR4

wwPDB X-ray Structure Validation Summary Report

Page 10

32%

50%

15%

Chain B

6SW

¥Sd
€SN
[4:p)

0SA

SPV
472\

cvd
T7N

6€D
8€1
LEV

SEN
veA
€€d

€0

SeH
443

814

STd

€14

114

)
<

© N~ 0
Mo

™
P

(495

6TTH
8TTA
L1743

STTT

ETTA

TTTA
OTTH
6014

€91

6718

EVTT
(4458

0%TX
BETN
8ETI

Ll

cerd
TETH

L2171

SeTd

e Molecule 2

€21

MYOSIN

29%

52%

<+ w0
(N3]
T X

15%

—
—
I

Chain D

65N

¥9d

[4:p)

0SA

)
[3e)
[=}

1€0

~ ©
- -
P

)
=
[

®
—
=]

)
<

© N~ 0
moe

™
B

TLd

€91

31%

53%

671S

EVTT
(4745

071X
6ETN
8ETL

MYOSIN

Ll

15%

4%
TETH

L2171

SeTd

e Molecule 2

Lraxc

Chain F

6SIH

¥5d
€GN
[4:p)

0SA

SEW
ven
€ed

1€0

seyd
44

(4"

8T4d

— o w ~
©O N~ 0 0 ~ — — -~

™
1=

(49X

ETTA

TITA
OTTH
6014

S84
780

780
084
6LN

LLY

€91

671S

SYTH

€Y1
(4745

(G493
6ETN
8€TI

Ll

ceTd
TETH

L2171

S¢Td

e Molecule 2

€erd

MYOSIN

31%

52%

14%

-
—
[

Chain H

6K

vad

[4p)

0SA

ovd
i)
47\
€vL
vd

-
<+
=

veA

[}
[5e]
IQ

€0

0
o
4

<
N
o

N~
-
=

)
=
=

€14

a
<

© N~ 00
Mo

[l
e

[4qxs

0ZTL
6TTH

E€TTA

TITA
OTTH
6014

S0TD

€0TA
20Tl

0 © I~
D D N
I"‘C‘&.

€64
261
16D

68A

780

T80
084
6LN

LLY
9.1
SLL

£
Ll

TN
TLd

694
890

994

€91

081D
6718

€VTT
{47458

(0298
6ETN
8ETI

zetd
TETH

L2711

Erqxc

€214

O

R LDWIDE
PROTEIN DATA BANK

W



Page 11 wwPDB X-ray Structure Validation Summary Report 1BR4

4 Data and refinement statistics (i)

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

Property Value Source
Space group P1 Depositor
Cell constants 95.32A  144.66A 147.29A .
Depositor
a, b, c a, By 111.21°  106.10°  92.58°
Resolution (A) 10.00 — 3.62 Depositor
/0 Data completencss 95.7 (10.00-3.62) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Reym 0.11 Depositor
Refinement program X-PLOR 3.851 Depositor
R, Rfree 0.277 , 0.352 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 29948 wwPDB-VP
Average B, all atoms (A?) 48.0 wwPDB-VP



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#data_stats
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5 Model quality (i)

5.1 Standard geometry (i)

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

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 | prigy 41 7) =5 | RMSZ 4 Z| >5
1 A 0.51 0/6410 1.08 | 22/8640 (0.3%)
1 C 0.52 0/6410 1.08 | 22/8640 (0.3%)
1 E 0.53 0/6410 1.08 | 21/8640 (0.2%)
1 G 0.52 0/6410 1.08 | 22/8640 (0.3%)
2 B 0.64 0/1176 1.15 3/1575 (0.2%)
2 D 055 | 0/1176 | 1.12 | 2/1575 (0.1%)
2 F 054 | 0/1176 | 1.11 | 1/1575 (0.1%)
2 H 056 | 0/1176 | 1.11 | 1/1575 (0.1%)
All All 0.53 | 0/30344 | 1.09 | 94/40860 (0.2%)

There are no bond length outliers.

The worst 5 of 94 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
1 A 668 | THR | N-CA-C | -8.51 103.42 113.88
1 E 668 | THR | N-CA-C | -8.49 103.43 113.88
1 G 668 | THR | N-CA-C | -8.48 103.45 113.88
1 C 668 | THR | N-CA-C | -8.48 103.45 113.88
1 C 74 ASP | N-CA-C | -8.31 102.34 114.39

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.

WO RLDWIDE
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 6292 0 6301 1020 3
1 C 6292 0 6301 993 0
1 E 6292 0 6301 1016 0
1 G 6292 0 6301 1016 11
2 B 1161 0 1126 228 0
2 D 1161 0 1126 221 11
2 F 1161 0 1126 228 3
2 H 1161 0 1126 229 0
3 A 1 0 0 0 0
3 C 1 0 0 0 0
3 E 1 0 0 0 0
3 G 1 0 0 0 0
4 A 27 0 12 3 0
4 C 27 0 12 4 0
4 E 27 0 12 2 0
4 G 27 0 12 3 0
5 A 4 0 0 0 0
5 C 4 0 0 0 0
5 E 4 0 0 0 0
5 G 4 0 0 0 0
6 A 2 0 0 0 0
6 C 2 0 0 0 0
6 E 2 0 0 0 0
6 G 2 0 0 0 0
All All 29948 0 29756 4834 14

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 81.

The worst 5 of 4834 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:814:LYS:O | 1:A:817:GLN:HG3 1.28 1.32
1:C:814:LYS:O 1:C:817:GLN:HG3 1.27 1.32
1:A:747:-MET:SD | 1:G:812:PHE:HZ 1.53 1.31
1:G:814:LYS:O | 1:G:817:GLN:HG3 1.28 1.29
1:E:814:LYS:O 1:E:817:GLN:HG3 1.28 1.24

The worst 5 of 14 symmetry-related close contacts are listed below. The label for Atom-2 includes

the symmetry operator and encoded unit-cell translations to be applied.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:D:22:GLY:N | 1:G:371:ARG:CZ[1_545] 1.62 0.58
2:D:22:GLY:CA | 1:G:371:ARG:NE|1_545] 1.63 0.57
2:D:22:GLY:N | 1:G:371:ARG:NEJ|1_545] 1.74 0.46
2:D:23:ASP:N | 1:G:371:ARG:NH2[1 545] 1.83 0.37
2:D:22:GLY:N | 1:G:371:ARG:NHI1|[1 545 1.91 0.29

5.3 Torsion

5.3.1 Protein

angles (i)

backbone (1)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 773/820 (94%) 579 (75%) | 139 (18%) | 55 (T%) |
1 C 773/820 (94%) 580 (75%) | 138 (18%) | 55 (7%)

1 E 773/820 (94%) 580 (75%) | 138 (18%) | 55 (7%)
1 G 773/820 (94%) 580 (75%) | 138 (18%) | 55 (7%)
2 B 146/150 (97%) 111 (76%) | 29 (20%) 6 (4%)
2 D 146/150 (97%) 112 (77%) | 28 (19%) 6 (4%)
2 F 146/150 (97%) 112 (77%) | 29 (20%) 5 (3%)
2 H 146/150 (97%) 113 (77%) | 26 (18%) 7 (5%)
All All 3676/3880 (95%) | 2767 (75%) | 665 (18%) | 244 (T%)

5 of 244 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 38 PRO
1 A 145 LYS
1 A 183 LYS
1 A 233 ALA
1 A 288 HIS
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5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 685/718 (95%) 439 (64%) | 246 (36%) |
1 C 685/718 (95%) 437 (64%) | 248 (36%)

1 E 685/718 (95%) 438 (64%) | 247 (36%)
1 G 685/718 (95%) 437 (64%) | 248 (36%)
2 B 127/129 (98%) 74 (58%) 53 (42%)
2 D 127/129 (98%) 74 (58%) 53 (42%)
2 F 127/129 (98%) 74 (58%) 53 (42%)
2 H 127/129 (98%) 74 (58%) 53 (42%)
All All 3248/3388 (96%) | 2047 (63%) | 1201 (37%)

5 of 1201 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 95 LEU
1 G 817 GLN
1 G 178 GLU
1 G 91 GLU
1 G 481 CYS

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 140
such sidechains are listed below:

Mol | Chain | Res | Type
1 G 303 ASN
1 G 320 HIS
1 G 680 ASN
1 C 372 ASN
1 C 320 HIS

5.3.3 RNA (D

There are no RNA molecules in this entry.
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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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 12 ligands modelled in this entry, 4 are monoatomic - leaving 8 for Mogul analysis.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts RMSZg #|Z] > 2| Counts RMSZg #|Z| > 2
4 ADP A 998 | 3,5 |28,29,29 | 1.05 1 (3%) | 43,4545 | 1.09 3 (6%)
5 BEF C 999 | 34 0,3,3 - - -
4 ADP G 998 | 3,5 | 28,29,29 | 1.06 1 (3%) | 43,4545 | 1.09 3 (6%)
5 BEF G 999 | 34 0,3,3 - - -
4 ADP E 998 | 3,5 | 28,2929 | 1.06 1 (3%) | 43,4545 | 1.08 3 (6%)
4 ADP C 998 | 3,5 |28,29,29 | 1.06 1 (3%) | 43,4545 | 1.09 3 (6%)
5 BEF E 999 | 34 0,3,3 - - -
5 BEF A 999 | 34 0,3,3 - - -

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 ADP A 998 | 3.5 - 3/16/32/32 | 0/3/3/3
4 ADP G 998 | 3.5 - 3/16/32/32 | 0/3/3/3
4 ADP C 998 | 3,5 - 3/16/32/32 | 0/3/3/3
4 ADP E 998 | 3.5 - 3/16/32/32 | 0/3/3/3
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All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
4 G 998 | ADP | PA-O3A | -2.42 1.56 1.59
4 C 998 | ADP | PA-O3A | -2.39 1.56 1.59
4 A 998 | ADP | PA-O3A | -2.37 1.56 1.59
4 E 998 | ADP | PA-O3A | -2.32 1.57 1.59

The worst 5 of 12 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
4 E 998 | ADP | O4-C1’-N9 | 3.73 115.25 108.09
4 G 998 | ADP | O4-C1’-N9 | 3.72 115.23 108.09
4 A 998 | ADP | O4’-C1’-N9 | 3.71 115.22 108.09
4 C 998 | ADP | O4-C1-N9 | 3.70 115.20 108.09
4 A 998 | ADP | N6-C6-N1 | -2.46 112.89 118.38

There are no chirality outliers.

5 of 12 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
4 A 998 | ADP | PA-O3A-PB-O2B
4 C 998 | ADP | PA-O3A-PB-O2B
4 E 998 | ADP | PA-O3A-PB-O2B
4 G 998 | ADP | PA-O3A-PB-O2B
4 A 998 | ADP | PA-O3A-PB-0O1B

There are no ring outliers.

4 monomers are involved in 12 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 A 998 | ADP 3 0
4 G 998 | ADP 3 0
4 E 998 | ADP 2 0
4 C 998 | ADP 4 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
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average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.

Ligand ADP A 998

Bond angles

Torsions

Rings

Ligand ADP G 998

Bond angles

Torsions

Rings
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Ligand ADP E 998

Bond lengths

Bond angles

Torsions

Rings
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Ligand ADP C 998
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5.7 Other polymers (i)

There are no such residues in this entry.
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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 is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.
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