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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 (1) symbol.

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

MolProbity : 4.02b-467
Xtriage (Phenix) : 1.13
EDS : 211
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) : 2.11
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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 3.20 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 0 W 0.298
Clashscore I | o 7
Ramachandran outliers IS 0 W 0.8%
Sidechain outliers I [ — .7%
RSRZ outliers ] D 4.7 %
Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 130704 1133 (3.20-3.20)
Clashscore 141614 1253 (3.20-3.20)
Ramachandran outliers 138981 1234 (3.20-3.20)
Sidechain outliers 138945 1233 (3.20-3.20)
RSRZ outliers 127900 1095 (3.20-3.20)

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 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

5%

1 A 372 — 77% 15% T

10%

1 B 372 69% 21% T
7%

1 C 372 - 67% 22% T
2%

1 D 372 67% 24% Ce%
5%

1 E 372 74% 17% 9%
%

1 F 372 = 7% 14% . 8%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
%
1 G 372 74% 17% T
5%
1 H 372 73% 18% T
3%
1 | 372 76% 15% - 8%
%
1 J 372 = 79% 14% 7%
%
1 K 372 67% 23% . 9%
%
1 L 372 = 74% 19% . %
38%
2 M 8 63% 38%
3%
2 N 8 63% 25% 13%
3%
2 O 8 75% 25%
3%
2 P 8 100%
2 Q 8 75% 25%
2 R 8 63% 38%
3%
2 S 8 100%
3%
2 T 8 50% 50%
38%
T —
2 U 8 75% 13% 13%
2 Vv 8 88% 13%
3%
2 W 8 75% 25%
2 X 8 88% 13%
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 35360 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 NprR.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 343 gggaél 15%2 4125 5(??5 1S4 0 0 0
1 B 342 gg ;aél 1 SC7 3 41(\;2 5(??3 1S4 0 0 0
1 ¢ 340 gggaél 18069 4120 5(2)6 1S4 0 0 0
1 b 342 gg ?31 1 SC7 6 4122 521 1S4 0 0 0
L £ 339 gggail 18063 41;9 5(2)5 1S4 0 0 0
L s 34l ggt%l 18065 4122 5(3)4 1S4 0 0 0
L] ¢ 5| o0 1ses 65 330 11 0 0 0
L i 343 2(8);851 18083 4123 5(3)5 1S4 0 0 0
L] ! S| s 180 a6t 336 11 0 0 0
L J 3T ggt;)l 15%2 41;11 522 1S4 0 0 0
L K 340 gggg 18(253 4120 5(2)9 1S4 0 0 0
L L 346 ggtlaél 18(;6 416\;7 521 1S4 0 0 0

There are 108 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 60 MET - INITTIATING METHIONINE | UNP G5DDYS8
A 424 ARG - EXPRESSION TAG UNP G5DDY8
A 425 SER - EXPRESSION TAG UNP G5DDYS8
A 426 HIS - EXPRESSION TAG UNP G5DDY8
A 427 HIS - EXPRESSION TAG UNP G5DDYS8

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

Chain | Residue | Modelled | Actual Comment Reference
A 428 HIS - EXPRESSION TAG UNP G5DDYS
A 429 HIS - EXPRESSION TAG UNP G5DDYS
A 430 HIS - EXPRESSION TAG UNP G5DDYS
A 431 HIS - EXPRESSION TAG UNP G5DDYS
B 60 MET - INITIATING METHIONINE | UNP G5DDYS8
B 424 ARG - EXPRESSION TAG UNP G5DDYS
B 425 SER - EXPRESSION TAG UNP G5DDYS
B 426 HIS - EXPRESSION TAG UNP G5DDYS
B 427 HIS - EXPRESSION TAG UNP G5DDYS
B 428 HIS - EXPRESSION TAG UNP G5DDYS
B 429 HIS - EXPRESSION TAG UNP G5DDYS
B 430 HIS - EXPRESSION TAG UNP G5DDYS
B 431 HIS - EXPRESSION TAG UNP G5DDYS
C 60 MET - INITTATING METHIONINE | UNP G5DDYS8
C 424 ARG - EXPRESSION TAG UNP G5DDYS
C 425 SER - EXPRESSION TAG UNP G5DDYS
C 426 HIS - EXPRESSION TAG UNP G5DDYS
C 427 HIS - EXPRESSION TAG UNP G5DDYS
C 428 HIS - EXPRESSION TAG UNP G5DDYS
C 429 HIS - EXPRESSION TAG UNP G5DDYS
C 430 HIS - EXPRESSION TAG UNP G5DDYS
C 431 HIS - EXPRESSION TAG UNP G5DDYS
D 60 MET - INITIATING METHIONINE | UNP G5DDY8
D 424 ARG - EXPRESSION TAG UNP G5DDYS
D 425 SER - EXPRESSION TAG UNP G5DDYS
D 426 HIS - EXPRESSION TAG UNP G5DDYS
D 427 HIS - EXPRESSION TAG UNP G5DDYS
D 428 HIS - EXPRESSION TAG UNP G5DDYS
D 429 HIS - EXPRESSION TAG UNP G5DDYS
D 430 HIS - EXPRESSION TAG UNP G5DDYS
D 431 HIS - EXPRESSION TAG UNP G5DDYS
E 60 MET - INITTATING METHIONINE | UNP G5DDYS8
E 424 ARG - EXPRESSION TAG UNP G5DDYS
E 425 SER - EXPRESSION TAG UNP G5DDYS
E 426 HIS - EXPRESSION TAG UNP G5DDYS
E 427 HIS - EXPRESSION TAG UNP G5DDYS
E 428 HIS - EXPRESSION TAG UNP G5DDYS
E 429 HIS - EXPRESSION TAG UNP G5DDYS
E 430 HIS - EXPRESSION TAG UNP G5DDYS
E 431 HIS - EXPRESSION TAG UNP G5DDYS
F 60 MET - INITTATING METHIONINE | UNP G5DDYS8
F 424 ARG - EXPRESSION TAG UNP G5DDYS

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

Chain | Residue | Modelled | Actual Comment Reference
F 425 SER - EXPRESSION TAG UNP G5DDYS
F 426 HIS - EXPRESSION TAG UNP G5DDYS
F 427 HIS - EXPRESSION TAG UNP G5DDYS
F 428 HIS - EXPRESSION TAG UNP G5DDYS
F 429 HIS - EXPRESSION TAG UNP G5DDYS
F 430 HIS - EXPRESSION TAG UNP G5DDYS
F 431 HIS - EXPRESSION TAG UNP G5DDYS
G 60 MET - INITTATING METHIONINE | UNP G5DDYS8
G 424 ARG - EXPRESSION TAG UNP G5DDYS
G 425 SER - EXPRESSION TAG UNP G5DDYS
G 426 HIS - EXPRESSION TAG UNP G5DDYS
G 427 HIS - EXPRESSION TAG UNP G5DDYS
G 428 HIS - EXPRESSION TAG UNP G5DDYS
G 429 HIS - EXPRESSION TAG UNP G5DDYS
G 430 HIS - EXPRESSION TAG UNP G5DDYS
G 431 HIS - EXPRESSION TAG UNP G5DDYS
H 60 MET - INITIATING METHIONINE | UNP G5DDY8
H 424 ARG - EXPRESSION TAG UNP G5DDYS
H 425 SER - EXPRESSION TAG UNP G5DDYS
H 426 HIS - EXPRESSION TAG UNP G5DDYS
H 427 HIS - EXPRESSION TAG UNP G5DDYS
H 428 HIS - EXPRESSION TAG UNP G5DDYS
H 429 HIS - EXPRESSION TAG UNP G5DDYS
H 430 HIS - EXPRESSION TAG UNP G5DDYS
H 431 HIS - EXPRESSION TAG UNP G5DDYS
I 60 MET - INITTATING METHIONINE | UNP G5DDYS8
I 424 ARG - EXPRESSION TAG UNP G5DDYS
I 425 SER - EXPRESSION TAG UNP G5DDYS
I 426 HIS - EXPRESSION TAG UNP G5DDYS
I 427 HIS - EXPRESSION TAG UNP G5DDYS
I 428 HIS - EXPRESSION TAG UNP G5DDYS
I 429 HIS - EXPRESSION TAG UNP G5DDYS
I 430 HIS - EXPRESSION TAG UNP G5DDYS
I 431 HIS - EXPRESSION TAG UNP G5DDYS
J 60 MET - INITTATING METHIONINE | UNP G5DDYS8
J 424 ARG - EXPRESSION TAG UNP G5DDYS
J 425 SER - EXPRESSION TAG UNP G5DDYS
J 426 HIS - EXPRESSION TAG UNP G5DDYS
J 427 HIS - EXPRESSION TAG UNP G5DDYS
J 428 HIS - EXPRESSION TAG UNP G5DDYS
J 429 HIS - EXPRESSION TAG UNP G5DDYS
J 430 HIS - EXPRESSION TAG UNP G5DDYS

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual Comment Reference
J 431 HIS - EXPRESSION TAG UNP G5DDYS
K 60 MET - INITIATING METHIONINE | UNP G5DDY8
K 424 ARG - EXPRESSION TAG UNP G5DDYS
K 425 SER - EXPRESSION TAG UNP G5DDYS
K 426 HIS - EXPRESSION TAG UNP G5DDYS
K 427 HIS - EXPRESSION TAG UNP G5DDYS
K 428 HIS - EXPRESSION TAG UNP G5DDYS
K 429 HIS - EXPRESSION TAG UNP G5DDYS
K 430 HIS - EXPRESSION TAG UNP G5DDYS
K 431 HIS - EXPRESSION TAG UNP G5DDYS
L 60 MET - INITIATING METHIONINE | UNP G5DDY8
L 424 ARG - EXPRESSION TAG UNP G5DDYS
L 425 SER - EXPRESSION TAG UNP G5DDYS
L 426 HIS - EXPRESSION TAG UNP G5DDYS
L 427 HIS - EXPRESSION TAG UNP G5DDYS
L 428 HIS - EXPRESSION TAG UNP G5DDYS
L 429 HIS - EXPRESSION TAG UNP G5DDYS
L 430 HIS - EXPRESSION TAG UNP G5DDYS
L 431 HIS - EXPRESSION TAG UNP G5DDYS

e Molecule 2 is a protein called NprX peptide.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 M 8 Tg?l ?Sl BI g 0 0 0
2 N 8 Tg?l ?Sl g] g 0 0 0
2 0 8 Tg?l ?Sl lg g 0 0 0
2 P 8 Tg?l ?Sl g g 0 0 0
e[ s Ve e [0 [
2 R 8 Tg?l ?Sl g 103 0 0 0
2 S 8 ngal ?Sl 1; 103 0 0 0
2 T 8 Tg?l 3(51 1; g 0 0 0
2 U 8 Tg?l ?Sl 1;1 g 0 0 0
2 \% 8 Tg?l 32 21 1% 0 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
2 w 8 56 34 9 13 0 0 0
Total C N O
2 X 8 56 34 9 13 0 0 0
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3 Residue-property plots (i)

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

e Molecule 1: NprR
6%
Chain A: 7% 15% - 8%

e Molecule 1: NprR

10%
Chain B: 69% 21% . 8%

e Molecule 1: NprR
4%

. - e —
Chain C: 67% 22% . 9%

WO RLDWIDE

er

PROTEIN DATA BANK


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

4GPK

wwPDB X-ray Structure Validation Summary Report

Page 10

S6TI

ZA %)
E€LIR

89T

0971
6911

SGTA
YGTH

[4h %)
TST1
0GTY

8¥14d

SYIX

TETT

+

0ZTd
6TTL

L1T1
91711

TITI

6073
8074
L0tTa
9071
SOTA

T01E

86T

081
6.LM

6T€1

LTEA
91€T

PIER
€1€d

€6Ck

98TA

%82H

[4:14)

6.CI

T.2I

0seH
6%2C1

el 4cs

(44208

ovTL

9ETY
SE€TI

€621
(4341}

0ETN

82CI

9TTH

j£49s

0zey

9121

(424}

6021

%021
€0ca

66TX

€074

10%S

S6€d

i

98€T

LLER

CLEF

69€T

99€Y

£9€%

T9€d

8GEX

¥9e1

i

08€1
6VER

LYEN

T€ET

¥TeT
£2ed

12€T

LTPH
® 91%1

e Molecule 1

€TPA
(4574

NprR

24%

67%

4%
—

Chain D

061D

T°8TH

8.13

i ZA %!

0971

LSTH

SGTA
YSTH

0GTH
SPTA
445
537454

8ETT

9€Td

T€T1

STTA

€e1I
(499}
11425

6TTL

L1111

4225

TN

ozed

LIEA

CIER

T6TR

68cV

[4:14')
18CK

6.CI

€21
TLTL

8921

86Ta
LGTYH

§§cI

6%

Tvca
0vTlL

€ETI

62CI
8TCI

Ssged

ozecH

€1

0TCH
60CI

o L0T1
® 90zH

goca

S6TI
T6TN

CT6TR

86€S

96€H
S6€d

£6€1

® 06€X

G9EX

09ed

pge1
€9EW

T6eT

Ll

SPEN

£%eY
cved
Tved

8EEY
LEEY
9€ed

TEET
0€eT

LTEY

24578

(015729
607X

90%S

€0%4

NprR

e Molecule 1

9%

Ll

F

17%

.

74%

6%

Chain E

S9TR

b

€971

0971
6S9TT

6710

9%1S

T€TT

€CTI

0zZTd

i

Y0TH

L63

b

£64

t

8.4

vLD

SEeI

T€ET

b

121

® LIEA
YIEN

60€d

70ed

06ecH

.82h
98Tk

182k

8921

§4cI

[4%4a

8€TS

€ETI

62CI
8TCI

81CH

9121

(414}

6021

v0TI
€0ca

96TV

067D
68TL

TLTd

89T

91¥1

€PN
® 1%l

(1529
6071

88€)

LLER

89¢e4d
L9gY
99¢e)

® %9ed
€9€)
ToeY
T9€d
9GEX

8%
LvEN

vhed
£veY

TvER

8EEY

NprR

e Molecule 1

2%

8%

.

14%

7%

Chain F

O

R LDWIDE
PROTEIN DATA BANK

W



4GPK

wwPDB X-ray Structure Validation Summary Report

Page 11

TLTL

6921
8921

9ca

9821

08Ty

9%ca

gecI

6ccl
8zl

9121

(4348

vocI

961V

9974

91h

0971

G941k

£9TY

TETT

9CTH

€211

6TTL

9111

€1TX

T.Q

691

L9

S6€d

T6EA

S.ed

eLEY
cLed

09ex

9GEX

TSET

LYEN

6€£€N

9ged

0ZeN

LIEA

YIEN

CTIER

8081

00eb
6621

96TS

1820

+

e Molecule 1

98TH

€T¥A

® OTvx

90%S

NprR

2%

%

17%

74%

Chain G

1671

810

08TW

Ll

8L1d

0911
6311

LS4

SGTA

671D

SYTA

537498
(47429

*

9€Ta

T€T1

€211

*

6TTL

STIY

1111

9071

COTW

T6A

98T
S8H

6LM

€L1

0,3

Toed
09¢ed
65ed

TG6ET

TEEI

8ceY

LOER

voea
€0€I

L

862h

182h

4a8cH
LTl
LSTYH
9821
GSTI
TSTA

t444's
Tvca

€ecI

6ccl

€1CN
(4548

60CI
802V

96TV

911

6074

LOPN

€0%4

g6€d

b

T6EA

88
L8€Y

S8€d

S.ed

cLed

69¢€1

€98

NprR

e Molecule 1

8%

18%

73%

5%

Chain H

00cTL

L6TT

0971
6GTT

LSTH

SGTA

SYTR

SETT

T€TT

€CTI

Ll

E€ITR
CIIN

6013
80T4d

SOTA

1

[ ] 861

t

S8H

SLA

67EX
£ved
cved
Thed
ceeda

ozed
Sced

eced

CT6TR

06y

8cH

6.TI
8.TS

S.LTh

S9TH

09zL

LGcH

§6cI

6%

1vca
0%CL

LETA

€T
€€TI

ogen

9zcH

j449)

ceea

e1en

60CI

90CH

%0TI

TOTH

(015729

LOwN

@® 06€x

88€YN
L8EN

S8€d

SLEd

*

TLEN

69€T

09ed

9G€EX
gGeY

NprR

e Molecule 1

3%

8%

15%

76%

Chain I

8921

TSTA

(4448
Tveca

6221

0ocey

3

£0ca

TOCH

761N

067D

997

T91D
0971

LSTH

SGTA

PPIA

TYIA

SETT

€211

0cTY
6111

L1171
9111

0171
6073

L01a

9LT

L6€4

S6€d

£6€1

T6EA
06ER

L8EN

69¢€1

99y
G9EL

O

R LDWIDE
PROTEIN DATA BANK

® €98Y

09e3

LGEN
9GER

9e1

0€eT

+

LIEA

YIEN

b

@® 60ga

t

98Tk

(418

8.LTS

9LTH
S.LTN

TLTL

W



4GPK

wwPDB X-ray Structure Validation Summary Report

Page 12

LTTH

NprR

[4572)
ETHA

® OT%k

LOPN
90%S

e Molecule 1

2%

7%

14%

79%

Chain J

96TT
§96TI

(408

SeTI

zeTh

ogen
6221
82TI

ozzy
ozzy
6021
0TI
88Td
9914
G9TX
7910

0971

981D
SGTA

SETT

€CTI

0ZTd

ETTR
CTTN

80T4

® O0T%k

S0vd

® €£0%d
20%Y

86€S

*

TGeT

6E€N

GEET

TeEI

8ced

S0€1T

00€b

9628

8.LTS

9LTH
S.LTN

T.LTL

NprR

e Molecule 1

9%

23%

67%

4%
L

Chain K

9718

8ET1T

GETT

TETT

9TTH

€211

TCTA

6111
8TTX
L1171

STTH
4225

*

6073

L01Q

1014

® 86T

¥61

T6A

883

6LM

9LT

CTLA

TLTL

v9ca

892

9921

1

TSTA
TSCTH

€€cl

0€TN
6221

LTTN
9TTH

144

(4248
1124

90CH
SOCH
v0cI
€0ca

66TA
961V

9671
YEIN

CT6TR

067D

LLTL

vL11
ELTA

TLIT

691a

9974
991X

0971
6911

e Molecule 1

LSTYH

671D

£0%4
[4oi4s
T0%S
86€S
96€H

£6€1

t

L8EN

S.ed

*

v9ea
€9€%

® B8SEX

TSET

LYEN

£hey

TEET
0€eT

61€I

YIEN
£1€4

TIEI

8081

€6TR
T6TR

1820

S8TH

€.L21

ETVA

(04572

LOPN

NprR

2%

%

19%

74%

Chain L

9811

S9TA

6511

GSTA

[4sh %)

081X

SPIA

£P1Y

8ETT

GETT

TETT

STTA

€11

6111

9111

E€1TX
CTIN

8074

COTH

€9EN

05e1

TEET

LIEA

YIEN
€1€ed

0TEL

S0€7T

00€D

T8CA

9LTH

TLTL

T9TS

8GcH
LGcH

g€cI
veTT

T€20
0ETN

82TI

9TTH
{448
€TTR
cecea
11443
81¢H
9121

SO0CH
ozl

00TL

P6IN

067D

88174

9TH'1T

O

R LDWIDE
PROTEIN DATA BANK

14572)

e T1%d

L

LOPN

1

L6gd
96€H

06EX

88€Y

NprX peptide

® 98e1

YLEL

e Molecule 2

69ed

agey

W



Page 13

wwPDB X-ray Structure Validation Summary Report

4GPK

38%

Chain M:

o oo

0 © 1~ [0 o
AN a N
© ] KA

e Molecule 2: NprX peptide

13%

63%

38%

Chain N:

[ ]
m.mi
N N

7} a

e Molecule 2: NprX peptide

13%

63%

25% 13%

Chain O:

[ ]
@ @ o
oA @
| H

e Molecule 2: NprX peptide

13%

75%

25%

Chain P:

e Molecule 2: NprX peptide

100%

Chain Q:

e Molecule 2: NprX peptide

525
V31

75%

25%

Chain R:

)
N
a

e Molecule 2: NprX peptide

V31
G32

13%

63%

38%

Chain S:

100%



Page 14 wwPDB X-ray Structure Validation Summary Report

4GPK

e Molecule 2: NprX peptide
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4 Data and refinement statistics (i)
Property Value Source
Space group P1 Depositor
Cell constants 122.24A  133.35A 137.50A .
Depositor
a, b, c, a, B,y 108.25°  104.83° 103.83°
. 29.74 - 3.20 Depositor
Resolution (4) 20.74 — 3.20 EDS
% Data completeness 98.5 (29.74-3.20) Depositor
(in resolution range) 98.5 (29.74-3.20) EDS
Rinerge 0.04 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.92 (at 3.18A) Xtriage
Refinement program PHENIX 1.8 1069, BUSTER-TNT Depositor
R R 0.270 , 0.299 Depositor
» Phfree 0.268 , 0.298 DCC
Rfree test set 24330 reflections (20.00%) wwPDB-VP
Wilson B-factor (A?) 116.6 Xtriage
Anisotropy 0.325 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.32 , 64.1 EDS
L-test for twinning” <|L| > =049, < L? > =10.32 Xtriage
Estimated twinning fraction 0.007 for -h,-1,-k Xtriage
F,.F. correlation 0.92 EDS
Total number of atoms 35360 wwPDB-VP
Average B, all atoms (A?) 73.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.29% 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

PROTEIN DATA BANK
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5 Model quality (i)

5.1 Standard geometry (i)

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 | pyiay | 4171 S5 | RMSZ | #]2] >5
1 A 0.21 0/2953 0.36 0/3969
1 B 0.22 0/2938 0.40 0/3948
1 C 0.22 0/2926 0.37 0/3932
1 D 0.21 0/2939 0.38 0/3949
1 E 0.22 0/2918 0.39 0/3921
1 F 0.22 0/2931 0.37 0/3940
1 G 0.22 0/2968 0.37 0/3989
1 H 0.22 0/2952 0.37 0/3967
1 I 0.22 0/2960 0.36 0/3978
1 J 0.22 0/2986 0.36 0/4013
1 K 0.23 0/2922 0.39 0/3926
1 L 0.21 0/2975 0.36 0/3999
2 M 0.23 0/56 0.43 0/73
2 N 0.23 0/56 0.41 0/73
2 ) 0.24 0/56 0.46 0/73
2 P 0.20 0/56 0.42 0/73
2 Q 0.36 0/56 0.54 0/73
2 R 0.21 0/56 0.43 0/73
2 S 0.21 0/56 0.36 0/73
2 T 0.24 0/56 0.45 0/73
2 U 0.20 0/56 0.43 0/73
2 \Y% 0.21 0/56 0.36 0/73
2 W 0.24 0/56 0.43 0/73
2 X 0.21 0/56 0.43 0/73
All All 0.22 | 0/36040 | 0.37 | 0/48407

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no planarity outliers.
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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 2896 0 2906 34 0
1 B 2882 0 2897 o7 0
1 C 2869 0 2892 48 0
1 D 2883 0 2906 50 0
1 E 2861 0 2881 42 0
1 F 2875 0 2877 30 0
1 G 2911 0 2923 35 0
1 H 2895 0 2908 39 0
1 I 2903 0 2919 39 0
1 J 2929 0 2940 31 0
1 K 2866 0 2882 61 0
1 L 2918 0 2927 42 0
2 M o6 0 26 1 0
2 N o6 0 26 2 0
2 O o6 0 26 1 0
2 P 56 0 26 0 0
2 Q 56 0 o6 2 0
2 R 56 0 o6 2 0
2 S o6 0 26 0 0
2 T o6 0 26 4 0
2 U o6 0 26 2 0
2 \Y o6 0 26 1 0
2 W 56 0 o6 2 0
2 X 56 0 o6 0 0

All All 35360 0 35530 491 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 7.

The worst 5 of 491 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:B:113:TYR:HB3 | 1:B:149:GLN:HG2 1.63 0.81
1:B:395:GLU:HA 1:B:398:SER:HB2 1.68 0.76
1:B:313:GLU:OE2 2:N:25:SER:N 2.20 0.75

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:K:308:LEU:HD11 | 1:K:347:LYS:HD3 1.70 0.74
1:D:112: ASN:HD22 | 1:D:145:TYR:HE1 1.33 0.73

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A | 339/372 (91%) | 323 (95%) | 13 (4%) | 3 (1%) 17] 56
1 B | 338/372 (91%) | 313 (93%) | 21 (6%) | 4 (1%) 13] 49
1 C | 336/372 (90%) | 314 (94%) | 19 (6%) | 3 (1%) 17] 56
1 D | 338/372 (91%) | 316 (94%) | 20 (6%) | 2 (1%) | 25 64
1 E | 335/372 (90%) | 312 (93%) | 20 (6%) | 3 (1%) 17] 56
1 F | 337/372 (91%) | 315 (94%) | 20 (6%) | 2 (1%) | 25 64
1 G| 341/372 (92%) | 323 (95%) | 14 (4%) | 4 (1%) 13] 49
1 H | 339/372 (91%) | 322 (95%) | 13 (4%) | 4 (1%) 13 49
1 I 340/372 (91%) | 325 (96%) | 13 (4%) | 2 (1%) | 25 64
1 J 343/372 (92%) | 326 (95%) | 16 (5%) | 1 (0%) | 41 74
1 K | 336/372 (90%) | 308 (92%) | 24 (7%) | 4 (1%) 13] 49
1 L | 342/372 (92%) | 326 (95%) | 14 (4%) | 2(1%) | 25 64
2 M 6/8 (75%) 5(83%) | 1 (17%) 0
2 N 6/8 (75%) 5 (83%) | 1 (17%) 0 100 ] [100]
2 0 6/8 (75%) 5(83%) | 1(17%) 0 100 | 100]
2 P 6/8 (75%) 5(83%) | 1(17%) 0 100 ] [100]
2 Q 6/8 (75%) 4(67%) | 2 (33%) 0 (100 | 200}
2 R 6/8 (75%) 5(83%) | 1 (17%) 0
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 S 6/8 (75%) 4(67%) | 2 (33%) 0 100 ] [100]
9 T 6/8 (75%) 5(83%) | 1 (17%) 0 [100] [ 200}
2 U 6/8 (75%) 4(67%) | 2 (33%) 0 100 [100]
2 v 6/8 (75%) 5(83%) | 1 (17%) 0 [100] | 100}
2 W 6/8 (75%) 4(67%) | 2 (33%) 0 (100 [ 100]
2 X 6/8 (75%) 5 (83%) | 1 (17%) 0 100 ] [100]

All | ANl | 4136/4560 (91%) | 3879 (94%) | 223 (5%) | 34 (1%)

5 of 34 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 204 ILE
1 B 166 ARG
1 F 373 ALA
1 G 142 TYR
1 H 105 VAL

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 309/335 (92%) 304 (98%) 5 (2%) 62 | 84
1 B 308/335 (92%) 298 (97%) | 10 (3%) 39 71
1 C 306/335 (91%) 288 (94%) | 18 (6%) 19 54
1 D 308/335 (92%) 299 (97%) 9 (3%) 42 74
1 E | 305/335 (91%) | 303 (99%) | 2 (1%) | |s4]fo4] |
1 F 307/335 (92%) 301 (98%) 6 (2%) 55 180
1 G 311/335 (93%) 300 (96%) | 11 (4%) 36 69
1 H 309/335 (92%) 298 (96%) | 11 (4%) 35 69
1 I 310/335 (92%) 306 (99%) 4 (1%) 69 |87
1 J 313/335 (93%) 309 (99%) 4 (1%) 69 |87

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 K 306/335 (91%) 297 (97%) 9 (3%) 42 74
1 L 312/335 (93%) 305 (98%) 7 (2%)

2 M 7/7 (100%) 5 (71%) 2 (29%)
2 N 7/7 (100%) 5 (71%) 2 (29%)
2 O 7/7 (100%) 6 (86%) 1 (14%)
2 P 7/7 (100%) 7 (100%) 0
2 Q 7/7 (100%) 7 (100%) 0
2 R 7/7 (100%) 6 (86%) 1 (14%)
2 S 7/7 (100%) 7 (100%) 0
2 T 7/7 (100%) 7 (100%) 0
2 U 7/7 (100%) 6 (86%) 1 (14%)
2 \Y 7/7 (100%) 7 (100%) 0
2 W 7/7 (100%) 7 (100%) 0
2 X 7/7 (100%) 6 (86%) 1 (14%)
All All 3788/4104 (92%) | 3684 (97%) | 104 (3%)

5 of 104 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 F 320 LYS
1 G 205 HIS
2 M 25 SER
1 F 391 VAL
1 G 119 THR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 6 such
sidechains are listed below:

Mol | Chain | Res | Type
1 D 396 HIS
1 L 300 GLN
1 E 149 GLN
1 A 194 ASN
1 K 194 ASN
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5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

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 | 343/372 (92%) 0.32 22 (6%) | 19 27,72, 144,152 | 0
1 B 342/372 (91%) 0.60 36 (10%) | 6 36, 90, 143, 162 | 0
1 C | 340/372 (91%) 0.19 16 (4%) 31 |19 |28, 69, 151, 163 | 0
1 D 342/372 (91%) 0.18 16 (4%) 31 |19 |31, 67,147, 157 | 0
1 E | 339/372 (91%) 0.34 22 (6%) | 18| | 11| | 18, 76, 149, 159 | 0
1 F 341/372 (91%) 0.03 6 (1%) 68 55 |15,52, 131,155 | 0
1 G | 345/372 (92%) 0.16 8 (2%) 60 47 | 16,62,135, 152 | 0
1 H | 343/372 (92%) 0.27 17 (4%) 28 |16 | 19, 79, 147, 157 | 0
1 I 344/372 (92%) 0.03 12 (3%) 44 28 | 9,44,128,145 | 0
1 ] 347/372 (93%) 0.09 9 (2%) 56 40 | 11,51,135, 146 | 0
1 K | 340/372 (91%) 0.31 16 (4%) 31 |19 |13, 72,134, 146 | 0
1 L 346/372 (93%) 0.04 6 (1%) 70 57 |18,52,135, 147 | 0
9 M 8/8 (100%) 1.57 46, 54, 66, 68 0
2 N 8/8 (100%) 1.68 57, 61, 65, 72 0
9 0 8/8 (100%) 1.39 43, 46, 73, 81 0
2 p 8/8 (100%) 1.51 39, 42, 52, 69 0
9 Q 8/8 (100%) 1.13 40, 44, 63, 63 0
2 R 8/8 (100%) 0.86 17, 23, 42, 45 0
2 S 8/8 (100%) 1.43 23, 32, 47, 52 0
9 T 8/8 (100%) 1.28 36, 47, 53, T4 0
2 U 8/8 (100%) 1.68 19, 27, 31, 36 0
9 v 8/8 (100%) 0.88 99, 98, 40, 47 0
2 W 8/8 (100%) 1.40 31, 40, 47, 54 0
9 X 8/8 (100%) 0.90 21, 25, 36, 38 0

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

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

All All 4208/4560 (92%) 0.24 198 (4%) 31 19 9, 66, 141, 163 0

The worst 5 of 198 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
410 | TYR 6.9
388 | LYS 6.4
418 | ASN 5.9
415 | ASP 5.3
390 | TYR 5.0

e e
0| | | =™

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.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.
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