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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.15 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 I ([ 0.234
Clashscore Il -l 19
Ramachandran outliers I 0
Sidechain outliers I ] T 5.8%
RSRZ outliers I [r— 1.3%
Worse Better

0 Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R frec 66092 1094 (2.18-2.14)
Clashscore 79885 1299 (2.18-2.14)
Ramachandran outliers 78287 1272 (2.18-2.14)
Sidechain outliers 78261 1272 (2.18-2.14)
RSRZ outliers 66119 1094 (2.18-2.14)

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.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol | Chain | Length Quality of chain

1 A 357 —
1 B 357 [ —
1 C 357 [ —
1 D 357 —
1 E 357 —
1 F 357 [ —
1 G 357 [ —

1 H 357 B —

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol | Type | Chain | Res | Geometry | Electron density
3 EPE B 401 - X
Continued on next page...
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Continued from previous page...

Mol | Type | Chain | Res | Geometry | Electron density
4 ACY A 403 - X
5 EDO E 403 - X
5 EDO G 402 - X
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2 Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 23658 atoms, of which 0

are hydrogen and 0 are deuterium.

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 Putative Dehydrogenase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 330 rggZaSl 16(’17 6 4125 5(1)3 g SSG 0 4 0
1 B 335 g‘gt;Sl 1(?65 4123 5(0)6 g 88€ 0 2 0
R 35| e 1(%1 b 5(0)4 2 S7e 0 ! 0
1 b 336 ggg%l 16%0 414\116 5(1)0 g SSe 0 4 0
L B 36| o 1574 o 5(1)0 g 87e 0 s 0
L] F 3| e 1576 o 5(38 2 Sge 0 s 0
LG 35| gl 1560 o 584 2 Sge 0 ! 0
1] H 36| e 16?68 3 5(1)0 g S7e 0 2 0

There are 168 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A -20 MSE - expression tag | UNP Q8ZK57
A -19 GLY - expression tag | UNP Q8ZK57
A -18 SER - expression tag | UNP Q8ZK57
A -17 SER - expression tag | UNP Q8ZK57
A -16 HIS - expression tag | UNP Q8ZK57
A -15 HIS - expression tag | UNP Q8ZK57
A -14 HIS - expression tag | UNP Q8ZK57
A -13 HIS - expression tag | UNP Q8ZK57
A -12 HIS - expression tag | UNP Q8ZK57
A -11 HIS - expression tag | UNP Q8ZK57
A -10 SER - expression tag | UNP Q8ZK57
A -9 SER - expression tag | UNP Q8ZK57
A -8 GLY - expression tag | UNP Q8ZK57

W

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

Chain | Residue | Modelled | Actual | Comment Reference
A -7 ARG - expression tag | UNP Q8ZK57
A -6 GLU - expression tag | UNP Q8ZK57
A -5 ASN - expression tag | UNP Q8ZK57
A -4 LEU - expression tag | UNP Q8ZK57
A -3 TYR - expression tag | UNP Q8ZK57
A -2 PHE - expression tag | UNP Q8ZK57
A -1 GLN - expression tag | UNP Q8ZK57
A 0 GLY - expression tag | UNP Q8ZK57
B -20 MSE - expression tag | UNP Q8ZK57
B -19 GLY - expression tag | UNP Q8ZK57
B -18 SER - expression tag | UNP Q8ZK57
B -17 SER - expression tag | UNP Q8ZK57
B -16 HIS - expression tag | UNP Q8ZK57
B -15 HIS - expression tag | UNP Q8ZK57
B -14 HIS - expression tag | UNP Q8ZK57
B -13 HIS - expression tag | UNP Q8ZK57
B -12 HIS - expression tag | UNP Q8ZK57
B -11 HIS - expression tag | UNP Q8ZK57
B -10 SER - expression tag | UNP Q8ZK57
B -9 SER - expression tag | UNP Q8ZK57
B -8 GLY - expression tag | UNP Q8ZK57
B -7 ARG - expression tag | UNP Q8ZK57
B -6 GLU - expression tag | UNP Q8ZK57
B -5 ASN - expression tag | UNP Q8ZK57
B -4 LEU - expression tag | UNP Q8ZK57
B -3 TYR - expression tag | UNP Q8ZK57
B -2 PHE - expression tag | UNP Q8ZK57
B -1 GLN - expression tag | UNP Q8ZK57
B 0 GLY - expression tag | UNP Q8ZK57
C -20 MSE - expression tag | UNP Q8ZK57
C -19 GLY - expression tag | UNP Q8ZK57
C -18 SER - expression tag | UNP Q8ZK57
C -17 SER - expression tag | UNP Q8ZK57
C -16 HIS - expression tag | UNP Q8ZK57
C -15 HIS - expression tag | UNP Q8ZK57
C -14 HIS - expression tag | UNP Q8ZK57
C -13 HIS - expression tag | UNP Q8ZK57
C -12 HIS - expression tag | UNP Q8ZK57
C -11 HIS - expression tag | UNP Q8ZK57
C -10 SER - expression tag | UNP Q8ZK57
C -9 SER - expression tag | UNP Q8ZK57
C -8 GLY - expression tag | UNP Q8ZK57

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

Chain | Residue | Modelled | Actual | Comment Reference
C -7 ARG - expression tag | UNP Q8ZK57
C -6 GLU - expression tag | UNP Q8ZK57
C -5 ASN - expression tag | UNP Q8ZK57
C -4 LEU - expression tag | UNP Q8ZK57
C -3 TYR - expression tag | UNP Q8ZK57
C -2 PHE - expression tag | UNP Q8ZK57
C -1 GLN - expression tag | UNP Q8ZK57
C 0 GLY - expression tag | UNP Q8ZK57
D -20 MSE - expression tag | UNP Q8ZK57
D -19 GLY - expression tag | UNP Q8ZK57
D -18 SER - expression tag | UNP Q8ZK57
D -17 SER - expression tag | UNP Q8ZK57
D -16 HIS - expression tag | UNP Q8ZK57
D -15 HIS - expression tag | UNP Q8ZK57
D -14 HIS - expression tag | UNP Q8ZK57
D -13 HIS - expression tag | UNP Q8ZK57
D -12 HIS - expression tag | UNP Q8ZK57
D -11 HIS - expression tag | UNP Q8ZK57
D -10 SER - expression tag | UNP Q8ZK57
D -9 SER - expression tag | UNP Q8ZK57
D -8 GLY - expression tag | UNP Q8ZK57
D -7 ARG - expression tag | UNP Q8ZK57
D -6 GLU - expression tag | UNP Q8ZK57
D -5 ASN - expression tag | UNP Q8ZK57
D -4 LEU - expression tag | UNP Q8ZK57
D -3 TYR - expression tag | UNP Q8ZK57
D -2 PHE - expression tag | UNP Q8ZK57
D -1 GLN - expression tag | UNP Q8ZK57
D 0 GLY - expression tag | UNP Q8ZK57
E -20 MSE - expression tag | UNP Q8ZK57
E -19 GLY - expression tag | UNP Q8ZK57
E -18 SER - expression tag | UNP Q8ZK57
E -17 SER - expression tag | UNP Q8ZK57
E -16 HIS - expression tag | UNP Q8ZK57
E -15 HIS - expression tag | UNP Q8ZK57
E -14 HIS - expression tag | UNP Q8ZK57
E -13 HIS - expression tag | UNP Q8ZK57
E -12 HIS - expression tag | UNP Q8ZK57
E -11 HIS - expression tag | UNP Q8ZK57
E -10 SER - expression tag | UNP Q8ZK57
E -9 SER - expression tag | UNP Q8ZK57
E -8 GLY - expression tag | UNP Q8ZK57

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
E -7 ARG - expression tag | UNP Q8ZK57
E -6 GLU - expression tag | UNP Q8ZK57
E -5 ASN - expression tag | UNP Q8ZK57
E -4 LEU - expression tag | UNP Q8ZK57
E -3 TYR - expression tag | UNP Q8ZK57
E -2 PHE - expression tag | UNP Q8ZK57
E -1 GLN - expression tag | UNP Q8ZK57
E 0 GLY - expression tag | UNP Q8ZK57
F -20 MSE - expression tag | UNP Q8ZK57
F -19 GLY - expression tag | UNP Q8ZK57
F -18 SER - expression tag | UNP Q8ZK57
F -17 SER - expression tag | UNP Q8ZK57
F -16 HIS - expression tag | UNP Q8ZK57
F -15 HIS - expression tag | UNP Q8ZK57
F -14 HIS - expression tag | UNP Q8ZK57
F -13 HIS - expression tag | UNP Q8ZK57
F -12 HIS - expression tag | UNP Q8ZK57
F -11 HIS - expression tag | UNP Q8ZK57
F -10 SER - expression tag | UNP Q8ZK57
F -9 SER - expression tag | UNP Q8ZK57
F -8 GLY - expression tag | UNP Q8ZK57
F -7 ARG - expression tag | UNP Q8ZK57
F -6 GLU - expression tag | UNP Q8ZK57
F -5 ASN - expression tag | UNP Q8ZK57
F -4 LEU - expression tag | UNP Q8ZK57
F -3 TYR - expression tag | UNP Q8ZK57
F -2 PHE - expression tag | UNP Q8ZK57
F -1 GLN - expression tag | UNP Q8ZK57
F 0 GLY - expression tag | UNP Q8ZK57
G -20 MSE - expression tag | UNP Q8ZK57
G -19 GLY - expression tag | UNP Q8ZK57
G -18 SER - expression tag | UNP Q8ZK57
G -17 SER - expression tag | UNP Q8ZK57
G -16 HIS - expression tag | UNP Q8ZK57
G -15 HIS - expression tag | UNP Q8ZK57
G -14 HIS - expression tag | UNP Q8ZK57
G -13 HIS - expression tag | UNP Q8ZK57
G -12 HIS - expression tag | UNP Q8ZK57
G -11 HIS - expression tag | UNP Q8ZK57
G -10 SER - expression tag | UNP Q8ZK57
G -9 SER - expression tag | UNP Q8ZK57
G -8 GLY - expression tag | UNP Q8ZK57

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

Chain | Residue | Modelled | Actual | Comment Reference
G -7 ARG - expression tag | UNP Q8ZK57
G -6 GLU - expression tag | UNP Q8ZK57
G -5 ASN - expression tag | UNP Q8ZK57
G -4 LEU - expression tag | UNP Q8ZK57
G -3 TYR - expression tag | UNP Q8ZK57
G -2 PHE - expression tag | UNP Q8ZK57
G -1 GLN - expression tag | UNP Q8ZK57
G 0 GLY - expression tag | UNP Q8ZK57
H -20 MSE - expression tag | UNP Q8ZK57
H -19 GLY - expression tag | UNP Q8ZK57
H -18 SER - expression tag | UNP Q8ZK57
H -17 SER - expression tag | UNP Q8ZK57
H -16 HIS - expression tag | UNP Q8ZK57
H -15 HIS - expression tag | UNP Q8ZK57
H -14 HIS - expression tag | UNP Q8ZK57
H -13 HIS - expression tag | UNP Q8ZK57
H -12 HIS - expression tag | UNP Q8ZK57
H -11 HIS - expression tag | UNP Q8ZK57
H -10 SER - expression tag | UNP Q8ZK57
H -9 SER - expression tag | UNP Q8ZK57
H -8 GLY - expression tag | UNP Q8ZK57
H -7 ARG - expression tag | UNP Q8ZK57
H -6 GLU - expression tag | UNP Q8ZK57
H -5 ASN - expression tag | UNP Q8ZK57
H -4 LEU - expression tag | UNP Q8ZK57
H -3 TYR - expression tag | UNP Q8ZK57
H -2 PHE - expression tag | UNP Q8ZK57
H -1 GLN - expression tag | UNP Q8ZK57
H 0 GLY - expression tag | UNP Q8ZK57

e Molecule 2 is NICOTINAMIDE-ADENINE-DINUCLEOTIDE (three-letter code: NAD)

(formula: Cgl H27N7014P2) .
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
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e Molecule 3 is 4-(2-HYDROXYETHYL)-1-PIPERAZINEETHANESULFONIC ACID
(three-letter code: EPE) (formula: CgHsN2O4S).



Page 10 wwPDB X-ray Structure Validation Summary Report 3ECT

Mol | Chain | Residues Atoms ZeroOcc | AltConf
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e Molecule 4 is ACETIC ACID (three-letter code: ACY) (formula: CyH4Os).
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H,aC
i
HD
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
4 A 1 4 9 9 0 0
Total C O
4 A 1 A 9 9 0 0

e Molecule 5 is 1,2-ETHANEDIOL (three-letter code: EDO) (formula: CoHgOs).

OH
HC
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
5 D 1 4 9 9 0 0
Total C O
5 E 1 4 9 9 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | B 1 foral €0 0 0
e 1 foral €0 0 0
5 H 1 Toial g (2) 0 0

e Molecule 6 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 H 1 Toltal If 0 0

6 D 1 Toltal If 0 0

e Molecule 7 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 A 321 T?)O;fl 3(2)1 0 0
7| B 264 T;gjl 2%)4 0 0
7 | c© 226 T;;gl 2(2)6 0 0
7| D 260 T;ggl 2(6)0 0 0
7 E 282 TQO;;” 2(52 0 0
7 F 231 1;0;?1 2(??1 0 0
7 G 219 T;fgl 2(1)9 0 0
7 | H 266 T;ggl 2(56 0 0
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-

coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

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

are shown in grey.

3 Residue-property plots (i)

e Molecule 1: Putative Dehydrogenase

Page 13
Chain A:

6610
9674

€6TX
TBTA
T6TL
061X

7811
€8TM
C8TH

8LTI
LLTE

SLTI

*
i

291d

0971

9GTA

CSTH

0STH

8¥1d
L¥T0

€ETX
8CTY
praxs
9CTH

€211

Ll

TT1d
L0T0

661

163

S60

TLI

LOA

S9%

1

81€d

71€0

2¢1ed
TIEY
0TEL

LoEY
90€T
S0€X
70€D

coem

662d

6824

§82a

cLTH

8921
1,921

S9¢L

09ey
65T

vscs

LvTy
VTN

€vca

el

62CN

e Molecule 1: Putative Dehydrogenase

Chain B: =

Lged
0ZeI
VI
[)24)]

602d
802a

S0TL

SO
¥oa

e 191

[
e}
==}

Ll

180

(] ()
N N < -
oY e re)
--IIIIII--II:> N B >'IIII-II‘=

[
-
"~

€11

2
L

[
o
E

SG6TA

TBTA

68TA

T8TH

8LTI
LL1d

T.L1d

0411

SO

291d

LSTN
9STA

CSTH
TSTA

4%

6ETL

LETH
9€TT

8CTY

(441l

8TTA

Ll

€6A

91€d
STEA

21ed
0TeL
LOEY
20EM

662d
862D

z8cd
8.LTV
9,21
oL
89271
€9CK
(Gista

wel
oveA

LETH
Seca
82TA
prass
9T

TeeN
ozer

4548

1121
012d

802

90CT
S0TL

20T
86TY

L61d
9674

1

£eea

0€es
6ced

61€d
8T€D

e Molecule 1: Putative Dehydrogenase

Chain C: =

I

€8TM

8LTI
.13
9LTH

0LTI

291d

85TV

0STH

vvia

6ETI

LETA

0€Ta

214

1

0T
61TYH
81X

v8A

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

3ECT

wwPDB X-ray Structure Validation Summary Report

Page 14

9€EN

veed
€€Eq

(4434

81ed

91N
STEA

21ed

0TelL
60EA

90€T
S0€X

T62ZN

6824

4§82a

6LTA

TLTK

€9TK

652

igalt

et

LETH

S€2a

€€TH

e Molecule 1
Chain D

ji4i]
prass
9zTA
elqact

Teen

Putative Dehydrogenase

TLI

1S3

Y

ovyd

LEA
9eT

TEA

ol

121

€11

119
0TI

8A

N o W ON®O®O
© Omm~mE~ N N~NKNNO®
B R R e ] = ]
AC > AHTD@HAl> =

99

28

cL

zeeI
Pren
1121
oteh
602d
802a
9021

Tozs
00zs

L61d
9614

S9TH

TSTA
0STH

8ETIN
8¢TH
Letd
9CTH
€¢TI

0TI

81T

661

L1634
61
L3
9LN

STEA
71€0

c1ed
TIEV
0TE€L
LOEY
%0€dD
TO€S
96¢d

g6cd
7621

9,21

€.20

8921
1,921

S92lL

092V
6GCH

LS2A

54AN

LETH

Seca

62CN

Putative Dehydrogenase

e Molecule 1
Chain E

€LL

TLI

99a

291

191

6GH
894

hzal
Eigal

vy
LETH

CTETK
1€20

1224
tdacy

zeel
144

[)24s]
602d
802a
PR A

6610
86TY

76TA
€6TA
TBTA

¥8T1

cLa
TLIX

9STX
CSTH
TSTA
0STH

EETA

TETH

1274

1

0CTW

81T

-

9010

Ll

L.4

9€EN
€EEq

8CeT
Leed

TTEN

81ed
L1€S

STEN

90€T
S0€X

162V

6824
9.¢1
1,921

S92L
v9cs

092V
65T

LSTA

Putative Dehydrogenase

e Molecule 1
Chain F

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

0LA
69A

99a

[422%

SGA

874

SP1
444

Yy

9€T

IIII(¢ II
[l
O

TEA

SCA

91d
STS

T

LETA

SETH

6CTA

Ll

[441:]
TCTA

6114

Ll

1114

1

L0TD

1

oo
[
a,

[ )
O
25
> X

6%

T0EM

662d

962d

T6CN
06271

1824

§82a
782h

z8cd

€20
oL

Eisia

CTETK
T€2D
0€2TD

prass
9TTA

448
€2TA
eeer
jx448
0zeI

V1T

(4548

802a

90271
S0TL

€02A

00Zs

S6TA

€611
TBTA
T6TL
061X
68TA

C8TH
T8I

Putative Dehydrogenase

veed

T2ED

TIEV
0TeL

LOEY
90€1

e Molecule 1
Chain G

©
o

9€T

-

(434

Led

121

LTH

N
2
sz

—
H

mmo

(S
oA

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3ECT

Page 15

[} 24)]
90271
L67d

76T

TBTA

68TA

¥8T1
€8TM

9LTH

TLIX

791X

85TV
LSTN

SSTH

LyTh

6ETI

LETH
9ETT

YETA
E€ETA

1274

L

6174

9TIN

L0TD

H

764

06N

TLI

82€eT
2TEN
81ed
z1ed
0oTEL
90€T

T6CN
0621

6LTA
9,21
TLTH
8921

c9eH
T9CY

65T
vscs

0S82d
6¥%C1

€¥ca

8€TO
LETH
9€CI
S€Ta

£€TD

e Molecule 1
Chain H

3di]
0€2Td

pras
0zeI

45408

Putative Dehydrogenase

L2748 el

L

8£20
€211 [ |

1 622N
0ZTi

8T
1 szzd
163

€22
360 [ |
1 YITH
9LN [ |
1 1121
99a otzh

602¢d
[ soza
,02Y
]
Lvd €0TA

1544 6610

9€I L67d
9674

€6TX
811

€8TM
C8TH

o © h--II-
= =
IIE:II.-‘2 =

0TI

1 1073

€1 9LTH
QLTI
PLIT

TLIA
0LTI

89Th
191d

9STA

€81
CSTH

0STI

8ETN
LETA

6CTA

9geN
£eea
Lged

81ed
L1ES

STEN
71€0

LOEY
70€D
g6cd
621
6824
$82a
[4stacs

LSTA

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16 wwPDB X-ray Structure Validation Summary Report 3ECT
4 Data and refinement statistics (i)
Property Value Source
Space group P1 Depositor
Cell constants 81.00A 98.98A 105.79A .
Depositor
a, b, c,a, 3,y 88.05°  81.78°  89.92°
: 47.00 - 2.15 Depositor
Resolution (A) 4700 — 215 EDS
% Data completeness 98.1 (47.00-2.15) Depositor
(in resolution range) 97.9 (47.00-2.15) EDS
Rinerge 0.13 Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.45 (at 2.14A) Xtriage
Refinement program REFMAC 5.5.0053 Depositor
R R 0.176 , 0.231 Depositor
P ree 0.183 , 0.234 DCC
Rree test set 8685 reflections (5.26%) DCC
Wilson B-factor (A2) 25.0 Xtriage
Anisotropy 0.813 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.34 , 31.6 EDS
Estimated twinning fraction 0.105 for -h,k,-1 Xtriage
L-test for twinning <|L|>=048, < L* > =0.31 Xtriage
Outliers 0 of 173780 reflections Xtriage
F,F. correlation 0.95 EDS
Total number of atoms 23658 wwPDB-VP
Average B, all atoms (A?) 24.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 4.72% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
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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:
ACY, K, EPE, EDO, NAD

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 | prvig7 1 w7155 | RMSZ | #]Z] >5

1 A 0.85 1/2692 (0.0%) 0.81 0/3647

1 B 0.79 0/2672 0.76 2/3620 (0.1%)

1 C 0.74 0/2664 0.76 2/3609 (0.1%)

1 D 0.78 0/2694 0.78 2/3649 (0.1%)

1 E 0.81 0/2687 0.76 0/3640

1 F 0.75 0/2689 0.74 1/3642 (0.0%)

1 G 0.72 1/2663 (0.0%) 0.73 0/3608

1 H 0.78 0/2678 0.76 1/3629 (0.0%)
All All 0.78 | 2/21439 (0.0%) | 0.76 | 8/29044 (0.0%)

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 A 156 | TYR | CD1-CE1 | 7.29 1.50 1.39
1 G 261 | ALA CA-CB | 5.54 1.64 1.52
The worst 5 of 8 bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 H 208 | ASP | CB-CG-OD1 | 7.63 125.17 118.30
1 C 208 | ASP | CB-CG-OD1 | 6.47 124.12 118.30
1 D 208 | ASP | CB-CG-OD1 | 6.46 124.11 118.30
1 D 184 | LEU | CB-CG-CD1 | 6.07 121.32 111.00
1 B 208 | ASP | CB-CG-OD1 | 5.95 123.66 118.30
There are no chirality outliers.
There are no planarity outliers.
$roe
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5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2648 0 2605 118 0
1 B 2628 0 2593 113 0
1 C 2620 0 2590 109 0
1 D 2650 0 2618 114 0
1 E 2643 0 2607 94 0
1 F 2645 0 2615 116 0
1 G 2619 0 2586 93 0
1 H 2634 0 2593 71 0
2 A 44 0 26 1 0
2 B 44 0 26 1 0
2 C 44 0 26 4 0
2 D 44 0 26 2 0
2 E 44 0 26 0 0
2 F 44 0 26 2 0
2 G 44 0 26 0 0
2 H 44 0 26 1 0
3 A 15 0 18 1 0
3 B 15 0 17 2 0
3 C 15 0 17 2 0
3 D 15 0 17 0 0
3 E 15 0 17 1 0
3 F 15 0 18 0 0
3 G 15 0 18 4 0
3 H 15 0 18 0 0
4 A 8 0 6 1 0
5 D 4 0 6 3 0
5 E 8 0 12 3 0
5 G 4 0 6 3 0
5 H 4 0 6 0 0
6 D 1 0 0 0 0
6 H 1 0 0 0 0
7 A 321 0 0 65 0
7 B 264 0 0 o4 0
7 C 226 0 0 56 1
7 D 260 0 0 63 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
7 E 282 0 0 o8 1
7 F 231 0 0 69 0
7 G 219 0 0 64 0
7 H 266 0 0 41 0
All All 23658 0 21191 813 1

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 19.

The worst 5 of 813 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:D:151:VAL:HG11 | 1:D:181:MSE:CE 1.40 1.47
1:C:246:MSE:HG2 | 7:C:585:HOH:O 1.23 1.32

1:H:210:GLN:HA 7:H:665:HOH:O 1.16 1.31
1:C:176:HIS:HB2 7:C:617:HOH:O 1.28 1.30
1:B:210:GLN:HA 7:B:645:HOH:O 1.32 1.30

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

Atom-1 Atom-2 Distance(A) | Clash(A)
7:C:607:HOH:O | 7:E:703:HOH:O[1_455] 2.18 0.02

5.3 Torsion angles
5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution. The Analysed column shows the number of residues for which the backbone
conformation was analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A | 338/357 (95%) | 328 (97%) | 10 (3%) 0 100 [100]
1 B 335/357 (94%) | 322 (96%) | 13 (4%) 0 |
1 C | 334/357 (94%) | 322 (96%) | 12 (4%) 0 100 [ 100
1 D 338/357 (95%) | 326 (96%) | 12 (4%) 0 |
1 E 337/357 (94%) | 325 (96%) | 12 (4%) 0 |
1 F 337/357 (94%) | 321 (95%) | 16 (5%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 G | 334/357 (94%) | 319 (96%) | 15 (4%) 0 100 [ 100
1 H 336/357 (94%) | 324 (96%) | 12 (4%) 0 |

All | All | 2689/2856 (94%) | 2587 (96%) | 102 (4%) 0 |

There are no Ramachandran outliers to report.

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 284/290 (98%) 271 (95%) 13 (5%) 37 34

1 B 282/290 (97%) 256 (91%) | 26 (9%) 13118

1 C 281/290 (97%) 262 (93%) 19 (7%) 22 117

1 D 284/290 (98%) 266 (94%) 18 (6%) 25 120

1 E 283/290 (98%) 270 (95%) 13 (5%) 37 34

1 F 284/290 (98%) 267 (94%) 17 (6%) 27 22

1 G 281/290 (97%) 269 (96%) 12 (4%) 40 38

1 H 282/290 (97%) 269 (95%) 13 (5%) 37 34
All All 2261/2320 (98%) | 2130 (94%) | 131 (6%) 28 123

5 of 131 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 4 LYS
1 D 290 LEU
1 H 36 ILE
1 D 36 ILE
1 D 126 MSE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 65 such
sidechains are listed below:

Mol | Chain | Res | Type
1 C 322 ASN
Continued on next page...
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Mol | Chain | Res | Type
1 E 76 ASN
1 H 88 ASN
1 D 76 ASN
1 D 231 GLN

5.3.3 RNA (D

There are no RNA chains in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 25 ligands modelled in this entry, 2 are monoatomic - leaving 23 for Mogul analysis.

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

Mol | Type | Chain | Res | Link Count?m}?l\/llglzlgt:jZ | > 2 CountsBOPr{llil/[SaZn gk;;Z | > 2
2 | NAD | A | 400 | - | 484848 | 135 | 4 (8%) | 73,7373 | 2.20 | 15 (20%)
3 | EPE | A | 401 | - |151515| 094 | 1(6%) |20,20,20 | 241 | 5 (25%)
i | ACY | A 402 | - 333 | 0.66 0 333 | 080 0
4 ACY A 403 - 3,3,3 0.66 0 3,3,3 0.74 0
2 NAD B 400 - 484848 | 1.49 5 (10%) | 73,73,73 | 1.81 8 (10%)
3 | EPE | B | 401 | - | 151515 112 | 1(6%) | 20,2020 1.99 | 6 (30%)
9 |NAD | C | 400 | - [484848| 1.36 | 3 (6%) | 73,73,73| L71 | 8 (10%)
3 | EPE | C |401| - |151515| 1.04 | 1(6%) | 20,2020 2.56 | 6 (30%)

$roe
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Mol | Type | Chain | Res | Link | T f?Mgzgt#jm > 2 | Counts ORI?/ISaZ T j;|2| > 2
2 NAD D 400 - 4848,48 | 1.46 3 (6%) | 73,73,73 | 1.76 10 (13%)
3 EPE D 401 - 15,15,15 | 0.94 1(6%) |20,20,20 | 2.18 6 (30%)
5 EDO D 402 - 3,3,3 0.35 0 2,2,2 0.85 0
2 NAD E 400 - 48,48,48 | 1.50 4 (8%) | 73,73,73 | 1.94 7 (9%)
3 EPE E 401 - 15,15,15 | 0.98 1 (6%) | 20,20,20 | 4.06 11 (55%)
5 EDO E 402 - 3,3,3 0.54 0 2,2,2 0.83 0
5 EDO E 403 - 3,3,3 0.34 0 2,22 1.06 0
2 NAD F 400 - 48,48 48 | 1.47 5 (10%) | 73,73,73 | 1.72 7 (9%)
3 EPE F 401 - 15,15,15 | 1.09 1 (6%) | 20,20,20 | 1.86 5 (25%)
2 NAD G 400 - 48,48,48 | 1.37 3 (6%) | 73,73,73 | 1.84 10 (13%)
3 EPE G 401 - 15,15,15 | 1.03 1 (6%) | 20,20,20 | 2.30 9 (45%)
5 EDO G 402 - 3,3,3 0.57 0 2,2,2 0.43 0
2 NAD H 400 - 48,48,48 | 1.40 3 (6%) | 73,73,73 | 1.80 13 (17%)
3 EPE H 401 - 15,15,15 | 1.07 1(6%) |20,20,20 | 2.19 6 (30%)
5 EDO H 402 - 3,3,3 0.53 0 2,22 0.93 0

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 NAD A 400 - - 0/30/62/62 | 0/3/5/5
3 EPE A 401 - - 0/9/19/19 | 0/1/1/1
4 ACY A 402 - - 0/0/0/0 | 0/0/0/0
4 ACY A 403 - - 0/0/0/0 | 0/0/0/0
2 NAD B 400 - - 0/30/62/62 | 0/3/5/5
3 EPE B 401 - - 0/9/19/19 | 0/1/1/1
2 NAD C 400 - - 0/30/62/62 | 0/3/5/5
3 EPE C 401 - - 0/9/19/19 | 0/1/1/1
2 NAD D 400 - - 0/30/62/62 | 0/3/5/5
3 EPE D 401 - - 0/9/19/19 | 0/1/1/1
5 EDO D 402 - - 0/1/1/1 0/0/0/0
2 NAD E 400 - - 0/30/62/62 | 0/3/5/5
3 EPE E 401 - - 0/9/19/19 | 0/1/1/1
5 EDO E 402 - - 0/1/1/1 0/0/0/0
5 EDO E 403 - - 0/1/1/1 0/0/0/0
2 NAD F 400 - - 0/30/62/62 | 0/3/5/5
3 EPE F 401 - - 0/9/19/19 | 0/1/1/1
2 NAD G 400 - - 0/30/62/62 | 0/3/5/5

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
3 EPE G 401 - - 0/9/19/19 | 0/1/1/1
5 EDO G 402 - - 0/1/1/1 0/0/0/0
2 NAD H 400 - - 0/30/62/62 | 0/3/5/5
3 EPE H 401 - - 0/9/19/19 | 0/1/1/1
5 EDO H 402 - - 0/1/1/1 0/0/0/0

The worst 5 of 38 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 E 400 | NAD | O7N-C7N | 7.49 1.41 1.24
2 B 400 | NAD | O7N-C7N | 7.44 1.41 1.24
2 D 400 | NAD | O7N-C7N | 7.25 1.41 1.24
2 H 400 | NAD | O7N-C7N | 7.15 1.40 1.24
2 F 400 | NAD | O7N-C7N | 7.15 1.40 1.24

The worst 5 of 132 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 A 400 | NAD | N3A-C2A-N1A | -12.23 118.48 128.71
2 E 400 | NAD | N3A-C2A-N1A | -12.01 118.67 128.71
2 B 400 | NAD | N3A-C2A-N1A | -11.59 119.02 128.71
2 G 400 | NAD | N3A-C2A-N1A | -11.33 119.23 128.71
3 E 401 | EPE 03S-S-C10 11.06 119.94 105.93

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

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)

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.

<
2

Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9

A 336,357 (94% -0.20 0| 100 | 100 11, 19, 30, 37

335/357 (93% -0.06 6 (1%) 65 71 | 12,21, 34, 40

335/357 (93% 0.05 | 7(2%) 60 65 | 11,23, 37, 43
1 (0%) fo1 10, 21, 34, 42

-0.17 0 | 12, 21, 31, 37

335/357 (93% 0.04 | 7(2%) 60 65 | 11,24, 37, 47

)
)
)
336/357 (94%) -0.13
)
)
)

335/357 (93% 0.10 |12 (3%) 41 44 | 11,23, 37,47
336,357 (94%) -0.14 2 (0%) I's61 [90] | 11, 20, 33, 43
All | ALl | 2684/2856 (93%) | -0.06 |35 (1%) 74 |79| | 10, 21, 35, 47
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The worst 5 of 35 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
50 ILE 4.2
65 LYS 4.2
44 | ALA 3.8
62 ILE 3.7
33 | VAL 3.6

UG JNIIY JEUNIY U U
QO™ al-™

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.
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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. 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
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 | RSR | LLDF | B-factors(A?) | Q<0.9
4 ACY A 403 4/4 0.20 9.17 36,36,36,36 0
3 EPE B 401 | 15/15 | 0.13 3.13 37,40,52,53 0
5 EDO E 403 4/4 0.15 2.67 50,52,53,53 0
5 EDO G 402 4/4 0.14 2.29 39,41,41,44 0
4 ACY A 402 4/4 0.14 1.75 53,53,53,53 0
6 K D 403 1/1 0.15 1.42 73,73,73,73 0
5 EDO E 402 4/4 0.14 1.08 21,23,29,32 0
3 | BPE | F | 401 | 15/15 | 0.12 | 1.01 38.41,47.50 0
3 EPE H 401 | 15/15 | 0.13 0.96 37,39,45,48 0
6 K H 403 1/1 0.12 0.81 65,65,65,65 0
3 EPE A 401 | 15/15 | 0.12 0.77 32,35,38,41 0
2 NAD F 400 | 44/44 | 0.11 -0.17 30,43,53,56 0
3 EPE C 401 | 15/15 | 0.10 | -0.27 43,45,48,49 0
2 NAD B 400 | 44/44 | 0.11 | -0.36 33,44,53,55 0
3 | EPE | G | 401 | 15/15 | 0.10 | 045 | 40,42,50,51 0
2 NAD C 400 | 44/44 | 0.10 -0.51 37,46,54,54 0
3 EPE D 401 | 15/15 | 0.10 -0.53 33,36,41,44 0
2 NAD A 400 | 44/44 | 0.10 -0.63 25,31,34,38 0
2 NAD H 400 | 44/44 | 0.10 -0.73 32,38,44,46 0
2 NAD D 400 | 44/44 | 0.10 -0.74 30,39,46,48 0
2 NAD G 400 | 44/44 | 0.11 | -0.80 35,44,51,54 0
2 | NAD | E | 400 | 44/44 | 0.10 | -0.84 | 24,37,44,45 0
3 EPE E 401 | 15/15 | 0.10 -1.33 26,30,37,38 0
) EDO H 402 4/4 0.09 -1.36 20,24,25,34 0
5 EDO D 402 4/4 0.10 -1.42 29,29,33,36 0

6.5 Other polymers (i)

There are no such residues in this entry.
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