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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 : 4.02b-467
Mogul : 1.8.5 (274361), CSD asb41be (2020)

Xtriage (Phenix) : 1.13
EDS : 2.35.1
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.35.1
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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 3.50 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.

Percentile Ranks

[

Metric
Rfree I

Clashscore
Ramachandran outliers NN
Sidechain outliers NN
RSRZ outliers NN
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TTEN

I 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))
Riree 130704 1659 (3.60-3.40)
Clashscore 141614 1036 (3.58-3.42)
Ramachandran outliers 138981 1005 (3.58-3.42)
Sidechain outliers 138945 1006 (3.58-3.42)
RSRZ outliers 127900 1559 (3.60-3.40)

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% 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
1 A 447 L 58% 38% .
1 B 447 54% 44% -
1 D 447 57% 39% .
1 E 447 53% 43% .
1 H 447 58% 39% ..

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

Mol | Chain | Length Quality of chain

1 J 447 |/° 51% 45% e
1 M 447 L 56% 40% e
1 O 447 59% 38% -

1 Q 447 55% 42% o
1 S 447 = 61% 35% o
1 U 447 L 59% 38% .
1 W 447 L 60% 37% .
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 42583 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 Glutamine synthetase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 442 ggtf;l 2228 515\316 620 1S8 0 0 0
L B 442 gzg%l 2223 515\515 6(5)() 188 0 0 0
L B 442 gggaSI 22(316 52]0 6((7?1 188 0 0 0
L b 442 gggzl 2228 5217 6(5)6 188 0 0 ¥
L H 442 ’ggt;)l 22057 524 6%)6 188 0 0 0
L J 442 gzgzl 22(211 527 6(530 188 0 0 0
L M 442 ggg?l 22(211 523 6(5)9 188 0 0 0
L O 442 gggzl 22(217 515\58 6(5)5 188 0 0 0
blQ R 0 0 0
L 5 442 ?’:Zg;l 22C42 515\;8 6(29 1S8 0 0 0
L U 442 ggizl 22050 5216 6((?1 188 0 0 0
L W 442 gggl 22(219 5217 6(5?8 188 0 0 0

There are 48 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A -2 GLY - expression tag | UNP AOASD5GAT79
A -1 SER - expression tag | UNP AOA5SD5GAT9
A 0 HIS - expression tag | UNP AOASD5GAT79
A 402 ASN ASP conflict UNP AOA5D5GAT9
E -2 GLY - expression tag | UNP AOA5SD5GAT9

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

Chain | Residue | Modelled | Actual | Comment Reference
E -1 SER - expression tag | UNP AOASD5GAT79
E 0 HIS - expression tag | UNP AOA5SD5GAT9
E 402 ASN ASP conflict UNP AOA5SD5GAT9
B -2 GLY - expression tag | UNP AOA5SD5GAT9
B -1 SER - expression tag | UNP AOA5SD5GAT9
B 0 HIS - expression tag | UNP AOASD5GAT79
B 402 ASN ASP conflict UNP AO0A5D5GAT9
D -2 GLY - expression tag | UNP AOASD5GAT79
D -1 SER - expression tag | UNP AOA5SD5GAT9
D 0 HIS - expression tag | UNP AOA5SD5GAT9
D 402 ASN ASP conflict UNP AOA5SD5GAT9
H -2 GLY - expression tag | UNP AOASD5GAT79
H -1 SER - expression tag | UNP AOASD5GAT79
H 0 HIS - expression tag | UNP AOA5SD5GAT9
H 402 ASN ASP conflict UNP AOA5D5GAT9
J -2 GLY - expression tag | UNP AOA5SD5GAT9
J -1 SER - expression tag | UNP AOA5SD5GAT9
J 0 HIS - expression tag | UNP AOA5SD5GAT9
J 402 ASN ASP conflict UNP A0OA5D5GAT9
M -2 GLY - expression tag | UNP AOA5SD5GAT9
M -1 SER - expression tag | UNP AOASD5GAT79
M 0 HIS - expression tag | UNP AOA5SD5GAT9
M 402 ASN ASP conflict UNP AOA5SD5GAT9
O -2 GLY - expression tag | UNP AOA5SD5GAT9
O -1 SER - expression tag | UNP AOA5SD5GAT9
O 0 HIS - expression tag | UNP AOASD5GAT79
O 402 ASN ASP conflict UNP AOA5D5GAT9
Q -2 GLY - expression tag | UNP AOASD5GAT79
Q -1 SER - expression tag | UNP AOA5SD5GAT9
Q 0 HIS - expression tag | UNP AOA5SD5GAT9
Q 402 ASN ASP conflict UNP AOA5SD5GAT9
S -2 GLY - expression tag | UNP AOA5SD5GAT9
S -1 SER - expression tag | UNP AOASD5GAT79
S 0 HIS - expression tag | UNP AOASD5GAT79
S 402 ASN ASP conflict UNP AOA5D5GAT9
U -2 GLY - expression tag | UNP AOA5SD5GAT9
U -1 SER - expression tag | UNP AOA5SD5GAT9
U 0 HIS - expression tag | UNP AOA5SD5GAT9
U 402 ASN ASP conflict UNP AOA5D5GAT9
W -2 GLY - expression tag | UNP AOASD5GAT79
W -1 SER - expression tag | UNP AOA5SD5GAT9
W 0 HIS - expression tag | UNP AOA5SD5GAT9

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual Comment Reference
W 402 ASN ASP conflict UNP A0A5D5GAT9

e Molecule 2 is ADENOSINE-5-DIPHOSPHATE (three-letter code: ADP) (formula:
Ci10H15N5010P2) (labeled as "Ligand of Interest" by depositor).

ADP
I
N e N
< \'~'~.. Lﬁ s
N \‘ ~
'=ro'j ]
o 0o
o,
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HO . OHx
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Toal € N O P
Total C N . 2
Total C N . 2
Total C N . 2
Toal € N O P
Totil C N O P
Totil C N O P
Totil C N O P
Tl C N O P
2 Q 1 2710 5 10 2 : :
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
2 U 1 27 10 5 10 2 0 0
Total C N O P
2 W I 27 10 5 10 2 0 0

e Molecule 3 is L-METHIONINE-S-SULFOXIMINE PHOSPHATE (three-letter code: P3S)
(formula: CsH13N,06PS) (labeled as "Ligand of Interest" by depositor).

P3S
O1A
o3a HO P—QHoza
PA
[|\|NE
|
N
CE [ —(iG NH.
SDis)  \ S
O CB  ca@)\
OF ¢
/——QOHor
@)
0
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P S
3 A 1 15 5 2 6 1 1 0 0
Total C N O P S
3 2 1 15 5 2 6 1 1 0 0
Total C N O P S
3 B I 15 5 2 6 1 1 0 0
Total C N O P S
3 b 1 15 5 2 6 1 1 0 0
Total C N O P S
3 H 1 15 5 2 6 1 1 0 0
Total C N O P S
3 J 1 15 5 2 6 1 1 0 0
Total C N O P S
3 M ! 5 5 2 6 1 1 0 0
Total C N O P S
3 0 1 5 5 2 6 1 1 0 0
Total C N O P S
3 Q 1 5 5 2 6 1 1 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P S

3 S 1 15 5 2 6 1 1 0 0
Total C N O P S

3 U I 15 5 2 6 1 1 0 0
Total C N O P S

3 W 1 15 5 2 6 1 1 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 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: Glutamine synthetase
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Glutamine synthetase

e Molecule 1

39%

58%

Chain H

78V
T8d
084

S.a
Y.L

TLd
0L1
694
€91
{41
TOA
65D
9GS
€50a
674
(57200

154]

VEN

9973

7911
€910

097V

SCIL

STIA
71Td

L07Q
901D

TOTW

66d
86N

961
S6d

3

06V
68A

18D

29Ts

6524

952N
§S2H

TS24

8%CH
LN
oved
S¥CH
Yy

0N
B6ETA

PR

vETAH

CETN
Teed

61CH
8T2CA
L12A
9121

€1TL

1121

602a
8020

vocy

9674
S6TH

06TA
68Td

L8TH

€811

8L1d

S.13

CTLTI

0L74
6974

LEEN

SEEY

€EET

TEEd
0€EL

8CeT
12€D
9zed
SCES

eced
TTEN
ey

61€T

L1€8
91€d
STEN

L

z8ey

8L

3

€LCH
cLTk

6920

19271

jeace

(04728

LEYY
9€va

{457\
TEVY

t4 )

9TVH

€TVI

6071

90¥X
SOPI

€073

88€T

6.€d

3

SLEW

CTLET

0Lgd

L9ed

i

T9ed
09€d

L

Glutamine synthetase

79€D

1S€T

67EA

LYEN

SveT
vvex
€ved

6€€d

e Molecule 1

9LL
s.a
PL1
€.a
cld

. TLd
_ . 0LT

89

94
€91

33

45%

o
0
H

8YN

54728

154)

8€d

SEA
FEN

*

(4238

© 0
[
H A

51%
o
g

{44

o
]
(29

o
-
[

0 o
aH

©
x

6GT1

LST4

€GTS
2s1a
TSIN
0ST1T

SYTH

LTTH

STTA
5%

(425!

80Td
L0t1a

20Tl

00Ta

961

%60
€61
{43

883
189
984

€81

CETH
Teecd
0€TL

S0CI

£02a

TOCA
002}

L6TI
96714
S6TH
7610

[432:

06TA
6874

L8TH
981S

2814
6LTH

8.L1d
LL14

SL74

E€LTA
CTLII

0LTd
6974

o =AM W N~
L I I s -
agaaaqa o
=20 nuv o =

LITN

¥o11
€91Q

voed
€0€X

862

9624

8LTN

S.L271

TLeV

0Lz1

6524
8524

0821
6%CS

LgTd
9€T1

€€ecd

40728

2OVN
110728

66€T

L6ET
96€1

88€1
L8EQ

08eY

3

SLEW

TLEN

L9ed

29€e1

8GET
LSED

SGET

¢SeN

0%eS

8E€EQ
LEEN

SEEY

£eed

62eSs

©
N
™
=]

vees
€2ed

(44!

(04729
LEVY
Yevd
€EVH
CTEVA

62%Y
8¢vd

t4740]
veva
{44728
134728

L1774

STYE

115728

1174

e Molecule 1

@ 60¥%1

® SOPI

Glutamine synthetase

%
B

40%

oo o o ©
re) re) © © ©
79 ) H ©n =

56%

Chain M

760

N
o)
Izl

0O - NN Mo
ONNN N~ © 9 ©
kA A k>

© o
g &
=X

o o
< <
1] -

O

R LDWIDE
PROTEIN DATA BANK

W



TTEN

wwPDB X-ray Structure Validation Summary Report

Page 12

L8TH
981S

€8T1

1814

9LT1

© 0 O~ N
BN W W O © O
N NN
== mA R ®

PLTT
E€LTA
LI
TL1Q
0LTH

%911

i

8STa

9GTX
SGTD

€STS
2s1a

6TTH
8114

9%
€T
(4231

OTTY
60TH
80Td
L0td

66d

961

S921

{44}

6YCS

LYyTN

jazals

(4443

0%ZN

LETd

veen

CETH

svel

oves
6€€d
8€ed

SEEY
veeT

TEEH

9821

€T%I
[457%:¢

90¥%
SO%I

€073

26eT

88€T

S8€1

€8€L

6.L€4

9.LEN
SLEW

€LEX
CTLET
TLEN
0Lg4
79¢ed

29€T
T9ed

18€D
9G€S

¥5ed

TS€T
0S€T

Glutamine synthetase

e Molecule 1

38%

59%

Chain O

S.a

cLd

-
s
Ik’

694

©
©
7]

3]
©
=1

294

094
63D

LSI

€5a

TSH
0SI

8¥N

SHV

(4740

8ed
LET
9ed
GEA
YEN

621
8¢I
Lza

0zd

8TA

910

<
-
a

61

S9TD
7911

29Tl

LST4
9STA

€STS
2STa
TSIN
0ST1

8Y11
LYTL

SPTY
ALt

Tv1a

8ETA

SETA

TE€Td

1214

oztd
61T

901D

20TL

00TQ@
66d
86N

€61

06V
68A
883
189
983
g8d
78V
€81
Z8M

084
B6LA
8LA

Y.Lcd
€LTH
€92D
092a
6524
85¢4
952N
0821
LN
oved
S¥CH
LgTd
9€TT
SeTd
Teed
€22d

8T2CA
L12A

06TA
6874
88TH

S8TV
v8t1d

9L11

€LTA
CTLTI

0L7d
6974

TSET

6vEN

LYEN

SheT

THEN

0%€S

8eed
LEEA

Seey
vee1
€e€d

Teed
0€EL
62€S

9ZeY

veces
€2ed

Tzed

91€Yd

vien

TTEM

60€I
voex
8624
S62CS

762N
€621

T62d
062N

88CA
8TV

S8CA
78¢H

(414 4

8LTH

P91
(014728

LevY
9evd

TETA
TEVV
0EVL

8Tvd

€TVI

11470

9T¥H

ETPI
[457:¢

6071

3

Glutamine synthetase

S0%I

2OPN
TO¥Y

66€T
86€d
L6EI

98€X

9LEN
SLEW

0Led

19ed

29eT

LSED

e Molecule 1

42%

55%

Chain Q

68A

9Th

3

s

61
8d

CTLII

0LTd
69TH
8910
LITN

PoT1
€91Q

T91d

86N
LBA

sed

164

85924
LSTV

SG2H
{414}
6%2Cs

8¥CH
LYCN

S¥CH
i444)

6ETA

LgTd

e

CTETH
Tecd

62TV

1221

SCCH

£z

j1448

8TCA

9121
STTH

vee
£eed
ceeT

0EEL

L2€D
92eY

vees
€2ed

Tced
0ZEA

L1€S
91€d
STEN
458

60€T
80€X

00€A
6621

L1623
9624
S6CS

z6aL
T62d
062N
68CL

L8tV
98TL
S8TA
782H

28cy
T8CH

8LTH
1,12

S.21

€LCH
CTLTK

0LzL
L9271
c9zs

1924
09z2a

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



TTEN

wwPDB X-ray Structure Validation Summary Report

Page 13

L

8Tvd

92¥va

(44740

8T¥I

Y174

CIvH

80%D

9073

€073

T0%%
00%d

86€d
LBET

T9€4

v3€D

Glutamine synthetase

csen

e Molecule 1

2%

35%

61%

Chain S

760

70

< ©
0 0
II== II[d IIII

Lza
9CL

Q.
~

8a

N

28Td

.13
9.TT
SL1d
YLTT
ELTA

(AR
6974

Y911

LSTd

€STS
c¢sTa

1214

£4%S

(445}

0zTa

+

STTA

(4258
TTIN

60TY

901D

961

062N
6821

S8TA

[4:14)

8LTN

89ZS
L9271

0¥eN
6ECTA

veen

TeCd

62Cy
8CCH

92eTH

€22

1221

61CY

L12A
9121

602a
802D

00ey

L6171

TLEN

69€d

L9ed

29eT

65EN

LSED

73€d
EGEY

® TS€T
0S€T
6YEN
LYEN

vvex
€ved

TvEV
oves
6€Ed
8€EQ
LEEN

YEET
ceeT
Teed
0€eL
62€s
9zed
61€T

cies
TTEM

60€T

L0€D
90€ed

€0€A

Toed

9624
S6CS

€621
26Tl
T6cd

1474728
154749

991

9EVH

YEVd

CEVA
8¢hd
et}
L1194
€TvI

6071

SOPI

2O0PN
TOvd
00%a
66€T

L6eI

£6€D
z6eT
T6€S
06€d
68€d

@ L8ed
® 98€X

o

Glutamine synthetase

e Molecule 1

38%

59%

760
€61

164

68A
8834

YL
€La
cLd

694
89

761D
161V
06TA
6814
L8TH
€8TI

8.L14

9LTT

6713

LYTL

6ETH

SETd
vera

T€Td

6211

® L2ld

€21

6TTI

9TTT

254

L0Ta

¥0T4

(474

89¢d

(414}

@® 0SZ1
6%CS

ves

6YEN

LYEN

SPET

€ved
CvEN

6€Ed

9€Es
SEEY

£eed

Teed

L

cres
TTEM

60€T
80€X

SOEV

€0€X

6621

162X

S62S

1

vy

(0%

8EVH
LEDY

SEPM

90¥X
® SO¥I

20PN

00%d

86€d
LB6ET

88€T

G8EI

08eY

€LEX

Glutamine synthetase

e Molecule 1

%
B

37%

60%

Chain W

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



TTEN

wwPDB X-ray Structure Validation Summary Report

Page 14

08Y
68A
884
18D
983

€81

T8d

8LA

9.1

YT
€La
cld
TL4
0.1

L9a

€91

€5a

TSN
08I

8N

SV

(528
SEA

PeN
€eN

{44

8TA

014

8a

N

CTLTI
T.1d

6974
8910

9974
S9TH

€91Q

Ll

GSTHD

€318

8¥11

9¥1d
0¥TT
LETT
9€Td
SETA

€ETd

T€Td

6211

Le1d
laxc
SCTL

0zt
6TTH

LTI

STTA

*

L0TQ

Y014

2OoTL

o0 N~ o oo
O Mo © ® o
B
H O EEM@>

00ta
66d

961

760
€61
{401

L

1924

6524
8524

SS2H

€52

TS24
0821

8¥C
LN

iagal
]

0%ZN

8€TH

Tecd

8CCH

€22y

8TCA

1121

602d

L0V
002X
9674

S6TH
610

261d

2813

6LTH

9L1T
SL73

€LTA

(47

8T€d
L1€S

TrIEmM

TLTK

L9271

1474729
EYVI

154748

8Evd
LEVY
9€vd
SEVM
YeVd

CEVA

0EVL

9¢va
14 740]

{44749
134728

6.€4

9.LEN

L9ged

09€a

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



Page 15 wwPDB X-ray Structure Validation Summary Report TTEN

4 Data and refinement statistics (i)

Property Value Source
Space group P1 Depositor
Cell constants 112.61A 137.61A 138.02A .
Depositor
a, b, c,a, B, 60.75° 87.16° 68.40°
. 63.88 — 3.50 Depositor
Resolution (A) 63.88 — 3.50 EDS
% Data completeness 74.3 (63.88-3.50) Depositor
(in resolution range) 74.3 (63.88-3.50) EDS
Rinerge (Not available) Depositor
Rsym 0.18 Depositor
<I/o(I)>" 1.33 (at 3.49A) Xtriage
Refinement program PHENIX 1.17.1 3660 Depositor
R R 0.201 , 0.273 Depositor
7 Phfree 0.200 , 0.272 DCC
Rree test set 1988 reflections (3.20%) wwPDB-VP
Wilson B-factor (A?) 98.8 Xtriage
Anisotropy 0.087 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.28 , 53.4 EDS
L-test for twinning? <|L| > =045 < L?>=1027| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 42583 wwPDB-VP
Average B, all atoms (A?) 113.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 5.13% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.

WO RLDWIDE
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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: P3S,
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 | pyigy | 417055 | RMSZ | (7] >5

1 A 0.30 0/3597 0.53 0/4867

1 B 0.31 0/3590 0.57 0/4859

1 D 0.31 0/3595 0.54 0/4864

1 E 0.33 0/3583 0.59 | 3/4851 (0.1%)

1 H 0.33 0/3610 0.57 0/4883

1 J 0.30 0/3582 0.56 | 1/4848 (0.0%)

1 M 0.31 0/3585 0.55 0/4852

1 O 0.31 0/3594 0.53 0/4863

1 Q 0.30 0/3587 0.55 0/4854

1 S 0.32 0/3583 0.56 | 3/4849 (0.1%)

1 U 0.31 0/3600 0.52 0/4870

1 W 0.31 0/3598 0.54 | 1/4868 (0.0%)
All All 0.31 | 0/43104 | 0.55 | 8/58328 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
1 E 0 1

All All 0 2

There are no bond length outliers.

The worst 5 of 8 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 J 355 | LEU | CA-CB-CG | 6.48 130.21 115.30
1 S 388 | LEU | CA-CB-CG | 6.39 130.00 115.30

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 B 355 | LEU | CA-CB-CG | 5.64 128.27 115.30
1 W 388 | LEU | CA-CB-CG | 5.43 127.79 115.30
1 E 298 | ARG | NE-CZ-NH1 | 5.40 123.00 120.30

There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 83 | THR | Peptide
1 E 34 | ASN | Peptide

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 3512 0 3421 142 0
1 B 3505 0 3399 170 0
1 D 3509 0 3417 151 0
1 E 3496 0 3395 167 0
1 H 3525 0 3433 147 0
1 J 3496 0 3404 180 0
1 M 3501 0 3399 161 0
1 O 3508 0 3418 149 0
1 Q 3503 0 3402 142 0
1 S 3497 0 3407 127 0
1 U 3515 0 3420 151 0
1 W 3512 0 3419 134 0
2 A 27 0 12 5 0
2 B 27 0 12 5 0
2 D 27 0 12 2 0
2 E 27 0 12 2 0
2 H 27 0 12 3 0
2 J 27 0 12 5 0
2 M 27 0 12 3 0
2 O 27 0 12 4 0
2 Q 27 0 12 1 0
2 S 27 0 12 2 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 U 27 0 12 2 0
2 W 27 0 12 0 0
3 A 15 0 10 1 0
3 B 15 0 10 3 0
3 D 15 0 10 2 0
3 E 15 0 8 0 0
3 H 15 0 10 2 0
3 J 15 0 10 1 0
3 M 15 0 10 3 0
3 O 15 0 10 2 0
3 Q 5 0 10 0 0
3 S 15 0 10 0 0
3 U 15 0 10 2 0
3 W 15 0 10 0 0

All All 42583 0 41196 1649 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 20.

The worst 5 of 1649 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:U:51:MET:-HE3 1:U:69:TYR:CZ 1.92 1.03
1:M:170:ARG:NH1 | 1:0:36:GLU:OE2 1.97 0.98
1:U:51:MET:CE 1:U:69:TYR:CZ 2.49 0.96
1:U:51:MET:CE 1:U:69:TYR:CE1 2.50 0.95
1:D:119:-MET:HG2 | 1:D:351:LEU:HD21 1.49 0.95

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 440/447 (98%) | 389 (88%) | 49 (11%) | 2 (0%) 20 68
1 B 440/447 (98%) | 393 (89%) | 46 (10%) | 1 (0%) 47 |81
1 D 440/447 (98%) | 397 (90%) | 43 (10%) 0 100 | [ 100
1 E 440/447 (98%) | 396 (90%) | 44 (10%) 0 100 I 100
1 H 440/447 (98%) | 393 (89%) | 45 (10%) | 2 (0%) 29 68
1 J 440/447 (98%) | 393 (89%) | 47 (11%) 0 100 I 100
1 M | 440/447 (98%) | 390 (89%) | 48 (11%) | 2 (0%) 20 68
1 @) 440/447 (98%) | 404 (92%) | 36 (8%)

1 Q | 440/447 (98%) | 390 (89%) | 50 (11%) 100 ] [100]
1 S | 440/447 (98%) | 398 (90%) | 42 (10%) [100] [ 100
1 U 440/447 (98%) | 388 (88%) | 50 (11%)

1 W | 440/447 (98%) | 412 (94%) | 28 (6%) 0 100 | ] 100

All | All | 5280/5364 (98%) | 4743 (90%) | 528 (10%) | 9 (0%) 47 |81

5 of 9 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 84 ALA
1 A 362 LEU
1 H 362 LEU
1 M 362 LEU
1 U 362 LEU

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
A 375/386 (97% 360 (96%) | 15 (4%) 31 64

)
B 373/386 (97%) | 360 (96%) | 13 (4%) | 36 67
D 374/386 (97%) | 361 (96%) | 13 (4%) | 36 67
E (96%) (95%)

370/386 (96% 353 (95% 17 (5%) 27 61
Continued on next page...

—_ | = | = =
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 H 378/386 (98%) 363 (96%) 15 (4%) 31 64

1 J 371/386 (96%) 349 (94%) | 22 (6%) 19 53

1 M 372/386 (96%) 355 (95%) 17 (5%) 27 61

1 O 374/386 (97%) 361 (96%) 13 (4%) 36 67

1 Q 373/386 (97%) 360 (96%) 13 (4%) 36 67

1 S 371/386 (96%) 356 (96%) 15 (4%) 31 64

1 U 375/386 (97%) 360 (96%) 15 (4%) 31 64

1 W 375/386 (97%) 362 (96%) 13 (4%) 36 67
All All 4481/4632 (97%) | 4300 (96%) | 181 (4%) 31 64

5 of 181 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 O 75 ASP
1 S 120 GLU
1 O 159 LEU
1 Q 144 ARG
1 S 399 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 27
such sidechains are listed below:

Mol | Chain | Res | Type
1 O 195 HIS
1 Q 34 ASN
1 U 416 HIS
1 O 342 ASN
1 Q 212 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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
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5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

24 ligands are modelled in this entry.

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

Bond lengths

Bond angles

Mol | Type | Chain | Res | Link | |\ " "RNMS7 | #(7] > 2 | Counts | RMSZ | #]7] > 2
> | ADP | J | 501 | - | 242020 007 | 1(4%) | 294545 143 | 5 (17%)
5 | P3S | M | 502 | - | 101404 175 | 3 (21%) | 122121 | 1334 | 6 (50%)
> | ADP | M | 501 | - | 242020 099 | 1(4%) | 294545 | 145 | 4 (13%)
5 | P3S | O | 502 - |1L1414| 175 | 3(21%) | 122121 | 1236 | 4 (33%)
5 | P3S | Q | 502 | - | 101414 1.86 | 4(36%) | 122121 | 12.71 | 4 (33%)
3 | P3S | J | 502 | - |1L1414| 186 | 3 (21%) | 12,2121 | 1311 | 5 (41%)
> | ADP | O | 501 | - |242020| 095 | 1(4%) |294545| 144 | 3 (10%)
5 | P3S | W | 502 | - | 101414 188 | 3 (21%) | 122121 | 1254 | 3 (25%)
> | ADP | S | 501 | - |242020 0907 | 1(4%) | 294545 137 | 3 (10%)
> | ADP | H | 501 | - | 242020 093 | 1(4%) | 294545 | 148 | 4 (13%)
5 | P3S | U | 502 | - |1L1414| 184 | 3 (21%) | 122121 | 1287 | 5 (41%)
5 | P3S | D | 502 | - |1L1404]| 190 | 3 (27%) | 122121 | 1218 | 4 (33%)
2 | ADP | D | 501 | - |242020| 094 | 1(4%) | 294545 | 148 | 4 (13%)
5 | P3S | S | 502 | - |1L1414| 197 | 3 (21%) | 12.21.21 | 13.09 | 4 (33%)
2 | ADP | B | 501 | - | 242020 095 | 1(4%) | 294545 | 142 | 4 (13%)
> | ADP | E | 501 | - | 242020 092 | 1(4%) | 294545 | 144 | 3 (10%)
> | ADP | U | 501 | - | 242929 1.02 | 1 (4%) | 294545 | 139 | 4 (13%)
5 | P3S | H | 502 | - |1L1414| 177 | 2 (18%) | 122121 | 1229 | 6 (50%)
5 | P3S | A | 502 | - |1L1414| 196 | 3 (21%) | 122121 | 1322 | 4 (33%)
5 | P3S | B | 502 | - |1L1414]| 183 | 2 (18%) | 1221,21 | 1209 | 6 (50%)
> | ADP | W | 501 | - | 242020 099 | 1(4%) | 294545 | 1.35 | 4 (13%)
5 | P3S | E | 502 | - | 101414 194 | 3 (21%) | 122121 | 13.63 | 5 (41%)

WO RLDWIDE
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " 'RMSZ | #(7] > 2 | Counts | RMSZ | #]7] > 2
ADP Q 501 - 24,29,29 | 0.99 2 (8%) | 29,4545 | 1.33 4 (13%)
ADP A 501 - 24,29,29 | 0.98 1 (4%) | 29,4545 | 1.47 | 4 (13%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 ADP J 501 - - 2/12/32/32 | 0/3/3/3
3 P3S M 502 - - 7/9/16/16 -

2 ADP M 501 - - 6/12/32/32 | 0/3/3/3
3 P3S O 502 - - 7/9/16/16 -
3 P3S Q 502 - - 8/9/16/16 -
3 P3S J 502 - - 7/9/16/16 -
2 ADP O 501 - - 2/12/32/32 | 0/3/3/3
3 P3S W 502 - - 4/9/16/16 -
2 ADP S 501 - - 4/12/32/32 | 0/3/3/3
2 ADP H 501 - - 3/12/32/32 | 0/3/3/3
3 P3S U 502 - - 6/9/16/16 -
3 P3S D 502 - - 7/9/16/16 -
2 ADP D 501 - - 2/12/32/32 | 0/3/3/3
3 P3S S 502 - - 8/9/16/16 -
2 ADP B 501 - - 4/12/32/32 | 0/3/3/3
2 ADP E 501 - - 1/12/32/32 | 0/3/3/3
2 ADP U 501 - - 7/12/32/32 | 0/3/3/3
3 P3S H 502 - - 8/9/16/16 -
3 P3S A 502 - - 6/9/16/16 -
3 P3S B 502 - - 6/9/16/16 -
2 ADP W 501 - - 5/12/32/32 | 0/3/3/3
3 P3S E 502 - - 7/9/16/16 -
2 ADP Q 501 - - 3/12/32/32 | 0/3/3/3
2 ADP A 501 - - 6/12/32/32 | 0/3/3/3

The worst 5 of 48 bond length outliers are

listed below:
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 B 502 | P3S | PA-NE | 3.57 1.72 1.59
3 M 502 | P3S | PA-NE | 3.53 1.72 1.59
3 A 502 | P3S | PA-NE | 3.50 1.72 1.59
3 S 502 | P3S | PA-NE | 3.50 1.72 1.59
3 D 502 | P3S | PA-NE | 3.49 1.72 1.59

The worst 5 of 102 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
3 E 502 | P3S | OE-SD-CG | 42.47 141.61 108.37
3 S 502 | P3S | OE-SD-CG | 40.86 140.35 108.37
3 M 502 | P3S | OE-SD-CG | 39.23 139.07 108.37
3 J 502 | P3S | OE-SD-CG | 38.99 138.89 108.37
3 Q 502 | P3S | OE-SD-CG | 38.92 138.83 108.37
There are no chirality outliers.
5 of 126 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
2 A 501 | ADP | C5-0O5’-PA-O1A
2 A 501 | ADP | C3’-C4-C5’-05’
2 B 501 | ADP | C5’-O5-PA-O1A
2 B 501 | ADP | C5-0O5-PA-O2A
2 D 501 | ADP | 04-C4-C5-0%’

There are no ring outliers.

19 monomers are involved in 50 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 J 501 | ADP 5 0
3 M 502 | P3S 3 0
2 M 501 | ADP 3 0
3 O 502 | P3S 2 0
3 J 502 | P3S 1 0
2 O 501 | ADP 4 0
2 S 501 | ADP 2 0
2 H 501 | ADP 3 0
3 U 502 | P3S 2 0
3 D 502 | P3S 2 0
2 D 501 | ADP 2 0
2 B 501 | ADP 5 0
2 E 501 | ADP 2 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 U 501 | ADP 2 0
3 H 502 | P3S 2 0
3 A 502 | P3S 1 0
3 B 502 | P3S 3 0
2 Q 501 | ADP 1 0
2 A 501 | ADP 5 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
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.
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Ligand P3S O 502
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Ligand P3S J 502
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Ligand P3S W 502
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Ligand ADP H 501
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Ligand P3S D 502

Bond lengths Bond angles

Torsions Rings

&
I
I
—

Bond angles

Torsions Rings




Page 31 wwPDB X-ray Structure Validation Summary Report TTEN

Ligand P3S S 502
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Ligand ADP E 501
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Ligand P3S H 502

Bond lengths Bond angles

Torsions Rings

Ligand P3S A 502

Bond lengths Bond angles

Torsions Rings




Page 34 wwPDB X-ray Structure Validation Summary Report TTEN

Ligand P3S B 502
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Ligand P3S E 502
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Ligand ADP A 501

’}T

Torsions

Rings

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 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 A 442 /447 (98%) -0.35 55,100, 152,201 | 0
1 B 442 /447 (98%) -0.39 56, 112, 163,242 | 0
1 D 442 /447 (98%) -0.36 50, 102, 150, 228 | 0
1 E 442 /447 (98%) -0.38 56, 102, 152,202 | 0
1 H 442 /447 (98%) -0.34 60, 104, 157,234 | 0
1 J 442 /447 (98%) -0.34 64, 113,172,230 | 0
1 M 442 /447 (98%) -0.29 60, 116, 172,207 | 0
1 0 442 /447 (98%) -0.30 46, 106, 163,223 | 0
1 Q 442 /447 (98%) -0.33 56, 112, 162,220 | 0
1 S 442 /447 (98%) -0.24 66, 115, 170, 216 | 0
1 U 442 /447 (98%) -0.26 72, 121,165,257 | 0
1 W | 442/447 (98%) -0.18 70,123, 181,270 | 0

All | Al | 5304/5364 (98%) |  -0.31 46, 111, 166, 270 | 0

The worst 5 of 34 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
S 387 | ASP 4.1
U 405 | ILE 3.1
J 59 | GLY 3.1
W 116 | LEU 3.0
S 348 | ALA 3.0

= = = =] =

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

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 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. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column

labelled ‘Q< 0.97 lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 ADP E 501 | 27/27 0.84 0.20 | 89,117,140,146 0
2 | ADP | M | 501 | 27/27 | 085 | 0.24 | 101,119,131,136 | 0
2 ADP J 501 | 27/27 0.86 0.24 | 109,128,144,148 0
2 ADP U 501 | 27/27 0.87 0.23 | 102,122,141,154 0
2 ADP W 501 | 27/27 0.87 0.27 | 115,135,143,148 0
2 ADP A 501 | 27/27 0.89 0.23 | 86,105,127,129 0
2 ADP D 501 | 27/27 0.89 0.23 | 80,97,112,117 0
2 ADP B 501 | 27/27 0.90 0.20 83,97,112,119 0
2 ADP H 501 | 27/27 0.90 0.22 | 92,107,122,127 0
2 ADP S 501 | 27/27 0.91 0.22 | 95,114,124,140 0
2 ADP O 501 | 27/27 0.92 0.19 84,91,114,118 0
2 ADP Q 501 | 27/27 0.93 0.22 | 94,111,116,121 0
3 P3S H 502 | 15/15 0.93 0.23 | 90,100,114,117 0
3 P3S M 502 | 15/15 0.93 0.23 82,88,95,96 0
3 P3S S 502 | 15/15 0.93 0.25 | 98,114,120,123 0
3 P3S D 502 | 15/15 0.94 0.27 72,80,107,118 0
3 P3S E 502 | 15/15 0.95 0.21 91,96,118,118 0
3 P3S B 502 | 15/15 0.95 0.24 83,97,112,116 0
3 P3S O 502 | 15/15 0.95 0.22 73,82,109,109 0
3 P3S Q 502 | 15/15 0.95 0.23 | 86,93,116,125 0
3 P3S A 502 | 15/15 0.95 0.23 | 82,88,100,104 0
3 | P3S U | 502 | 15/15 | 0.95 | 0.22 | 101,110,122,125 | 0
3 | P3S | W | 502 15/15 | 095 | 0.21 | 95,101,121,122 0
3 P3S J 502 | 15/15 0.96 0.22 86,91,108,109 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different

orientation to approximate a three-dimensional view.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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Electron density around ADP E 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP M 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP J 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP U 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP W 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP A 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP D 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP B 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP H 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP S 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF,. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP O 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Q 501:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around P3S H 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around P3S M 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around P3S S 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around P3S D 502:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around P3S E 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around P3S B 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around P3S O 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around P3S Q 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around P3S A 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around P3S U 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)




Page 50 wwPDB X-ray Structure Validation Summary Report

TTEN

Electron density around P3S W 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around P3S J 502:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)




Page 51 wwPDB X-ray Structure Validation Summary Report TTEN

6.5 Other polymers (i)

There are no such residues in this entry.


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