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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 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 : trunk31020
Percentile statistics : 20171227.v01 (using entries in the PDB archive December 27th 2017)

Refmac : 5.8.0158
CCP4 : 7.0 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) :  trunk31020
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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 3.60 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 W 0.340
Clashscore . 75
Ramachandran outliers N 17.1%
Sidechain outliers I 1 I 7.4%
RSRZ outliers I W 7.4%
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))
Rfree 111664 1053 (3.70-3.50)
Clashscore 122126 1141 (3.70-3.50)
Ramachandran outliers 120053 1102 (3.70-3.50)
Sidechain outliers 120020 1102 (3.70-3.50)
RSRZ outliers 108989 1009 (3.72-3.48)

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

Mol | Chain | Length Quality of chain
5%
_ N
1 A 676 26% 46% 18% . 8%
5%
_ R
1 B 676 26% 45% 19% . 8%
— —
1 C 676 26% 46% 18% . 8%
7%
h R
1 D 676 26% 46% 18% . 8%
5%
1 E 676 27% 46% 18% . 8%
7%
h E—
1 F 676 26% 47% 18% . 8%

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

Mol | Chain | Length Quality of chain
5%
1 G 676 25% 38% 15% . 20%
7%
1 H 676 24% 39% 16% . 20%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 39026 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 MGC80376 protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S

1 A 622 5048 3189 899 929 31 0 0 0
Total C N O S

1 B 622 5048 3189 899 929 31 0 0 0
Total C N O S

1 C 622 5048 3189 899 929 31 0 0 0
Total C N O S

1 b 022 5048 3189 899 929 31 0 0 0
Total C N O S

1 b 622 5048 3189 899 929 31 0 0 0
Total C N O S

1 F 622 5048 3189 899 929 31 0 0 0
Total C N O S

1 G b4l 4369 2764 779 800 26 0 0 0
Total C N O S

1 H b4l 4369 2764 779 800 26 0 0 0

There are 152 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 0 GLY - EXPRESSION TAG UNP Q6INT1
A 1 GLY - EXPRESSION TAG UNP Q6INT1
A 2 GLY - EXPRESSION TAG UNP Q6INT1
A 3 ARG - EXPRESSION TAG UNP Q6INT1
A 4 SER - EXPRESSION TAG UNP Q6INT1
A 5 PRO - EXPRESSION TAG UNP Q6INT1
A 6 SER - EXPRESSION TAG UNP Q6INT1
A 7 LEU - EXPRESSION TAG UNP Q6INT1
A 8 PRO - EXPRESSION TAG UNP Q6INT1
A 9 THR - EXPRESSION TAG UNP Q6INT1
A 10 GLN - EXPRESSION TAG UNP Q6INT1
A 11 THR - EXPRESSION TAG UNP Q6INT1
A 12 CYS - EXPRESSION TAG UNP Q6INT1

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

Chain | Residue | Modelled | Actual Comment Reference
A 13 GLY - EXPRESSION TAG UNP Q6INT1
A 14 PRO - EXPRESSION TAG UNP Q6INT1
A 15 TRP - EXPRESSION TAG UNP Q6INT1
A 16 GLU - EXPRESSION TAG UNP Q6INT1
A 177 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
A 181 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
B 0 GLY - EXPRESSION TAG UNP Q6INT1
B 1 GLY - EXPRESSION TAG UNP Q6INT1
B 2 GLY - EXPRESSION TAG UNP Q6INT1
B 3 ARG - EXPRESSION TAG UNP Q6INT1
B 4 SER - EXPRESSION TAG UNP Q6INT1
B 5 PRO - EXPRESSION TAG UNP Q6INT1
B 6 SER - EXPRESSION TAG UNP Q6INT1
B 7 LEU - EXPRESSION TAG UNP Q6INT1
B 8 PRO - EXPRESSION TAG UNP Q6INT1
B 9 THR - EXPRESSION TAG UNP Q6INT1
B 10 GLN - EXPRESSION TAG UNP Q6INT1
B 11 THR - EXPRESSION TAG UNP Q6INT1
B 12 CYS - EXPRESSION TAG UNP Q6INT1
B 13 GLY - EXPRESSION TAG UNP Q6INT1
B 14 PRO - EXPRESSION TAG UNP Q6INT1
B 15 TRP - EXPRESSION TAG UNP Q6INT1
B 16 GLU - EXPRESSION TAG UNP Q6INT1
B 177 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
B 181 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
C 0 GLY - EXPRESSION TAG UNP Q6INT1
C 1 GLY - EXPRESSION TAG UNP Q6INT1
C 2 GLY - EXPRESSION TAG UNP Q6INT1
C 3 ARG - EXPRESSION TAG UNP Q6INT1
C 4 SER - EXPRESSION TAG UNP Q6INT1
C 5 PRO - EXPRESSION TAG UNP Q6INT1
C 6 SER - EXPRESSION TAG UNP Q6INT1
C 7 LEU - EXPRESSION TAG UNP Q6INT1
C 8 PRO - EXPRESSION TAG UNP Q6INT1
C 9 THR - EXPRESSION TAG UNP Q6INT1
C 10 GLN - EXPRESSION TAG UNP Q6INT1
C 11 THR - EXPRESSION TAG UNP Q6INT1
C 12 CYS - EXPRESSION TAG UNP Q6INT1
C 13 GLY - EXPRESSION TAG UNP Q6INT1
C 14 PRO - EXPRESSION TAG UNP Q6INT1
C 15 TRP - EXPRESSION TAG UNP Q6INT1
C 16 GLU - EXPRESSION TAG UNP Q6INT1

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

Chain | Residue | Modelled | Actual Comment Reference
C 177 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
C 181 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
D 0 GLY - EXPRESSION TAG UNP Q6INT1
D 1 GLY - EXPRESSION TAG UNP Q6INT1
D 2 GLY - EXPRESSION TAG UNP Q6INT1
D 3 ARG - EXPRESSION TAG UNP Q6INT1
D 4 SER - EXPRESSION TAG UNP Q6INT1
D 5 PRO - EXPRESSION TAG UNP Q6INT1
D 6 SER - EXPRESSION TAG UNP Q6INT1
D 7 LEU - EXPRESSION TAG UNP Q6INT1
D 8 PRO - EXPRESSION TAG UNP Q6INT1
D 9 THR - EXPRESSION TAG UNP Q6INT1
D 10 GLN - EXPRESSION TAG UNP Q6INT1
D 11 THR - EXPRESSION TAG UNP Q6INT1
D 12 CYS - EXPRESSION TAG UNP Q6INT1
D 13 GLY - EXPRESSION TAG UNP Q6INT1
D 14 PRO - EXPRESSION TAG UNP Q6INT1
D 15 TRP - EXPRESSION TAG UNP Q6INT1
D 16 GLU - EXPRESSION TAG UNP Q6INT1
D 177 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
D 181 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
E 0 GLY - EXPRESSION TAG UNP Q6INT1
E 1 GLY - EXPRESSION TAG UNP Q6INT1
E 2 GLY - EXPRESSION TAG UNP Q6INT1
E 3 ARG - EXPRESSION TAG UNP Q6INT1
E 4 SER - EXPRESSION TAG UNP Q6INT1
E 5 PRO - EXPRESSION TAG UNP Q6INT1
E 6 SER - EXPRESSION TAG UNP Q6INT1
E 7 LEU - EXPRESSION TAG UNP Q6INT1
E 8 PRO - EXPRESSION TAG UNP Q6INT1
E 9 THR - EXPRESSION TAG UNP Q6INT1
E 10 GLN - EXPRESSION TAG UNP Q6INT1
E 11 THR - EXPRESSION TAG UNP Q6INT1
E 12 CYS - EXPRESSION TAG UNP Q6INT1
E 13 GLY - EXPRESSION TAG UNP Q6INT1
E 14 PRO - EXPRESSION TAG UNP Q6INT1
E 15 TRP - EXPRESSION TAG UNP Q6INT1
E 16 GLU - EXPRESSION TAG UNP Q6INT1
E 177 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
E 181 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
F 0 GLY - EXPRESSION TAG UNP Q6INT1
F 1 GLY - EXPRESSION TAG UNP Q6INT1

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

Chain | Residue | Modelled | Actual Comment Reference
F 2 GLY - EXPRESSION TAG UNP Q6INT1
F 3 ARG - EXPRESSION TAG UNP Q6INT1
F 4 SER - EXPRESSION TAG UNP Q6INT1
F 5 PRO - EXPRESSION TAG UNP Q6INT1
F 6 SER - EXPRESSION TAG UNP Q6INT1
F 7 LEU - EXPRESSION TAG UNP Q6INT1
F 8 PRO - EXPRESSION TAG UNP Q6INT1
F 9 THR - EXPRESSION TAG UNP Q6INT1
F 10 GLN - EXPRESSION TAG UNP Q6INT1
F 11 THR - EXPRESSION TAG UNP Q6INT1
F 12 CYS - EXPRESSION TAG UNP Q6INT1
F 13 GLY - EXPRESSION TAG UNP Q6INT1
F 14 PRO - EXPRESSION TAG UNP Q6INT1
F 15 TRP - EXPRESSION TAG UNP Q6INT1
F 16 GLU - EXPRESSION TAG UNP Q6INT1
F 177 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
F 181 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
G 0 GLY - EXPRESSION TAG UNP Q6INT1
G 1 GLY - EXPRESSION TAG UNP Q6INT1
G 2 GLY - EXPRESSION TAG UNP Q6INT1
G 3 ARG - EXPRESSION TAG UNP Q6INT1
G 4 SER - EXPRESSION TAG UNP Q6INT1
G 5 PRO - EXPRESSION TAG UNP Q6INT1
G 6 SER - EXPRESSION TAG UNP Q6INT1
G 7 LEU - EXPRESSION TAG UNP Q6INT1
G 8 PRO - EXPRESSION TAG UNP Q6INT1
G 9 THR - EXPRESSION TAG UNP Q6INT1
G 10 GLN - EXPRESSION TAG UNP Q6INT1
G 11 THR - EXPRESSION TAG UNP Q6INT1
G 12 CYS - EXPRESSION TAG UNP Q6INT1
G 13 GLY - EXPRESSION TAG UNP Q6INT1
G 14 PRO - EXPRESSION TAG UNP Q6INT1
G 15 TRP - EXPRESSION TAG UNP Q6INT1
G 16 GLU - EXPRESSION TAG UNP Q6INT1
G 177 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
G 181 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
H 0 GLY - EXPRESSION TAG UNP Q6INT1
H 1 GLY - EXPRESSION TAG UNP Q6INT1
H 2 GLY - EXPRESSION TAG UNP Q6INT1
H 3 ARG - EXPRESSION TAG UNP Q6INT1
H 4 SER - EXPRESSION TAG UNP Q6INT1
H 5 PRO - EXPRESSION TAG UNP Q6INT1

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

Chain | Residue | Modelled | Actual Comment Reference
H 6 SER - EXPRESSION TAG UNP Q6INT1
H 7 LEU - EXPRESSION TAG UNP Q6INT1
H 8 PRO - EXPRESSION TAG UNP Q6INT1
H 9 THR - EXPRESSION TAG UNP Q6INT1
H 10 GLN - EXPRESSION TAG UNP Q6INT1
H 11 THR - EXPRESSION TAG UNP Q6INT1
H 12 CYS - EXPRESSION TAG UNP Q6INT1
H 13 GLY - EXPRESSION TAG UNP Q6INT1
H 14 PRO - EXPRESSION TAG UNP Q6INT1
H 15 TRP - EXPRESSION TAG UNP Q6INT1
H 16 GLU - EXPRESSION TAG UNP Q6INT1
H 177 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
H 181 GLU SER | ENGINEERED MUTATION | UNP Q6INT1
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26%
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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: MGC80376 protein

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 geometryand electron density.

3 Residue-property plots (i)

Page 9

T€1S
0ETS

LT1S

SeT1
YCT1L

(4458

8TTH
LITT
911D

ETIN

68N

981

8b
€81

180

8.3

1

220
E€LA

TLd
OLH

2674

06TV

88TA

9811
G8TL

2814
81%
08TL

LLT3

7.1Q

@ 2.L1d

® 0.1V

L9771

€91
CT9TH
1911
09771

LSTd

ST0

2STA
TSTI

6v1a
8%1d

91T

® E¥IH
e vl
ovTY
B6ETN
SETA

€ETT

9%CA
Sven
{444\
EYCI

@ 9gcy

€ETH
CETH

62T

9ZTM
TN

90CM

20TL

001

@® 66TA

86T)

96Th

8TEA

9TEN
STEN
vren

(4559

LOET

® ¥8€D

€Lea
CTLEL

89€L
@ L9€1

€9€8
T9EN
T9€T

89€D

1

€9€T
[4sioics

Lved
9¥eI

6770
8¥¥1

o L¥¥1

SYPY
4747

157720
ov¥T
6EVY
8EHY
LEYI

SEVD

eI
[4574]

0EVM

pXa4
921
SCYH

14728

L1%d
917
ST

(45728
T1¥%s
0T¥A

L0%d

3

144

8¥sb
L¥ST

SPSA

€593
[4=E:1]
1990

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe


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

wwPDB X-ray Structure Validation Summary Report 3QA8

Page 10

111

: MGC80376 prote

e Molecule 1

8%

19%

45%

26%

6%

Chain B

€vI
{441

6€d

0000000
o
<
o

€ETT

TETS
0€TS
62TI

1218

S2TT
{4428

(4438

8TTH
L1111
911D

ETTIN

60TN
80TT
LOTX

7011

2ot
T0TD

0 =
o
B4

©
o)
=

Sev
761

—
[
put

[}
©
=

©
<)
)

78

vl
0
=

-
[
[=]

8.4

3

€LA

66TA
861X

9610

26T

06TV

88TA

9811
SG8TL

2814
1814
08TL
.13

7.L1Q

cLTE

0LTY

L1911

8GCA

wsen
€52
[4514)

62T

€E€TH
CECH

6CCA

oM
STCTN

6124

L1281
9121
ST120
41458

(424
1121

8TEA

9TEN
STEW

creT

L0€T
90€T

€0€T
[494 )

bes
i

® ©6Ed

T6€d

78€D

SLeLl

€LeQ
CTLET

+

89€L
® L9E1

€9€S
CT9EN
T9€T

8S€D

€59€T
[4sioxs

Lved
9%eI
17450

zved
ved
0%€T

B
3

LeeN
9€E€T

veed

i

® VS¥S

1570

677d

o L¥vl
v

€EVI
TEVD

0ETM

L1%d
9T¥a
STYd

(45728
T1%s
0THA

90%H

[ 4oz
TOVI

(4R
€2TST
cesd
T2SA

6150
81SH

STSY
vISM

T197T

6093
8094

8S¥T

7691

i

6850

9850
S§85D

i

€951

T98d

L¥ST

S¥SA

07391

LESW
99

vESA
€91

TS0

6254

0991

8591

959N
SGoM

€594
TS9h
7990
0G94
67931

1990
994
SY9U

Y9I
Tvo%
0793

LESYH
9EN

EEIN
CEIN

® 9994

111

: MGCB80376 prote

e Molecule 1

8%

3]
©0
-

18%

46%

26%

4%
E

Chain C

TLd
0LH

ool
©
=}

L9Y%

€90

091

SGY

1

188
09T
kil

42!

ovd

SETA

€ETT

TETS
0€TS

1218

SCT1
YCTL

(4438

8TTH
L1111
911D

ETTIN

60TN
80TT
LOTX

7011

2oTd
T0TD

o000 o
0 © = 00 mm
>388e 3
< = >

16T

68N

a8y
8
€81

180

8.3

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3QA8

Page 11

86T

9610

267

06TV

88TA

9811
S8T.L

2814
8131
08TL

LLT3

SLTD
7.1

cLTE

0LTY

L1911

6v1a
8%1d

9711

EVTH

15498
(A%
B6ETN

LETH

8SGCA

€E€TH
CETH

62CA

9TTM
STCN

66TA

TTEA

8TEA

9TEN
STEN
TIEN

[45°9¢

60€T

L0€T
90€T

€0€T
20eY

bes
i

862D
L6TA
962N

[ ]
[}
zeed
620
@ 06ZL

982y
582b

€8TM

L8ET

78€D

€Lea
TLET

89€L
L9€7T

8G€D

€9€1
[4:1>

LTEN

SCeEXR
vcel
€CEH

€EVI
[4574]

0ETM

veex

T6€d

2084

0050
6671

9.%0

€LVL

989D

i

€957

0951

8¥sb
LYST

S¥SA

€75

0%S1T
6ESY

SSoM

€593
(4]
7590
0594
6794
8%93
1790
9794
S79H

(4728
9o

1€94
9EON

EEM
CEON

0E9Y

L29d

S29T

ceov

61931

LT9A

ST9L
Yo%
€198

1190

6094

L0971
9091

2094

8691

9651

7691

T6SA

6850

9994

0991

8591

e Molecule 1

959N

111

MGC80376 prote

8%

18%

26%

7%

Chain D

[
®
©
=2

291

®
o
Q
A

O im0 © ~

]
<
o

[
T
<
o

o«
< <
[

(441

®
=
<
(=4

L

SeTl
4428

(4458

ETIN

60TN
80TT
LOTA

©
)
>

961
S6v
761

16T

68N

981

80
€81

8.4

1

YLA
€LA
CTLN
TLd
OLH

891

~
©
3

z6T1d

06TV

88TA

9811
S8TL

2814
814
08T.L

LL1d

SLTD
7.1Q

® cT.L1d

@ 0.1V

L9771

e vl
€91
C9TH
T9T1
0911

L81d

$ST0

2¢STA
TSTI

6v1a
8%1d

%11

EYTH

(47498

ovTYd
6ETN

SETA

€ETT

TETS

6CTI

s
€8T
[4:144

@ 9eTd

€ETH
CETH

(1448

9gTM
SN

@ 8614
L]

9610

8TEA

9TEN
STEN

(4559

LOET
90€T

€0€T
2oeY

862D
L6TA
962N
s6cd

0621

982H
S82h

£82CM

8GCA

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3QA8

Page 12

78€D

€Lea
TLET

+

89€L
® L9€1

i

€9€S
29eN
T9€T

85€D

€8€T
[4c1>c

Lved
9¥eI
174°0]

Tved
7D

b
3

LEEN

veEd

Teed

1

® LTEA

STeEXR
vcel
€CEH
cTEN

LEVT

SEVD

€eVI
[4574]

0EVM

LT%d
917
STHD
Y11

(45728

L0¥%d

20%S

veen

16€d

i

€951

T98d
09ST

8¥5b
L¥ST

S¥SA

€998
[4EL]
1590

1790
9794
S79d

[474°28
1994
e 0%93

Le9¥
9EON

EEON
CEON

0E9N

L29d

® S§¢91

[44°) )

6793

LTOA

STOL
vTo%
€198
2191
TT90

6094
@ 809I

2094

8691

9641

7691

T6SA

6850

9850
S89D

o - .
© ©
o 4

o
©0
—

8%
e o

SGY

188
09T

18%

) ©
< <
o o

42!
€VI
{441

L

9€d

46%

YEH
eel
® Tem

0gT
6CA
8CA

n

9z4d

121

814
® LN

27%

9994

MGC80376 prote

5%

0991

8591

959N
GSOM

e Molecule 1
Chain E

SETA

€ETT

TETS
0€TS

1218

SCT1
HCTIL

(4438

8TTH
L1111
911D

ETTIN

60TN
80TT
LOTX

7011

2ot
T0TD

864
96N
Sev
761

161

68N

981
a8y
8b
€81

180

8.4

1

TLA

Tid
OLH

2674

06TV

88TA

9811
S8TL

2814
874
08T.L

LT3

7.1

cLTdE

0LTV

L9771

Y911
€91
C9TH
1971
® 0911

LSTd

2STA
TSTI

6v1a
8%1d

91T

¥sexa
€GCA
[4:(4)

9%CA
SveA

E€YCI

€ETH
CECH

6CCA

9zeTM
SN

862D
L6TA
962N
S62d

® ¢<62d
® Teza
0621

® ¥8€D

€Lea
CLET

+

89€L
L9€T

i

€9€S
29eN
T9€T

8G€D

L

€G€T
[4sioxcs

90%H

i

20%S

76e%

T6€d

88€d

S19Y4
vIsM

71581

605X
80Sd

[4sig:s

6770

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3QA8

Page 13

6.SY

AL

® €991

8¥5b
L1991

SPSA
v¥3s

€593
(4]
1590
0594
679%

%90
9794
S794

(428
1574°)8

9EIMN

EEN
CTEON

0E9N

L,29d

@ S§291

1850
0850

MGC80376 prote

9994

0991

8591

e Molecule 1

959N
SGoM

111

8%

18%

47%

26%

7%

Chain F

SSH

{4438

8TTH
LTTT
911D

ETTIN

Y011

20T
T0TD

864

96N
S6v
761

16T

@
[}
=

©
(5]
)

<
o]
o

)
e}
)

it
|

180

8.3

VLA

TLd
O0LH

L9Y%

z6et1d

06TV

88TA

9811
G8TL

2814
7814
08TL

LL1d

® S.LTd
$L1d

® T.L1d

0LTY

L9771

€91
CITH
T9TI
0911

LSTd

CSTA

(Sa%ce

8%Td

9%TT

EYTH

15498
ovTY
B6ETN

LETH

GETA

€ETT

€9CA
[4sta )
TS2D

® €€Td
CETH

62T

L1281
9121
S120

(%44
1121

8024
1028
90CM

20Tl

® 00TL
@® 6614

9610

9TEN
STEW

(45541

€0€7T

962N
S62d

c6cd

8GCA

vsen

€LEQ
TLET

+

89€L

85€D

L

€5€T
{4

Lved
9%€1
i2°o0]

zved
T7ed

b
3

LEEN

EED

+
Fasats

® /[TEA

GCER
el
€CEH
cTEN

8TEN

9T¥'1

L1%d
917
ST

€T7A
{45729

0T¥A

L0¥d

[4u4)
TOvI

® ¥6ed

T6€Q

¥8ed

T157T

6054
8053

2054

005D
6671

9673

¥6v1

0LYN
L9731
09%Y4

6371
8S¥%1

i

7S%S

TSH0

677D
8¥¥T
LY

€991

T9sa
0991

8%5h
L%ST

SHSA

® VISM

[474°28
15228
0%93

LE9Y
9EN

EEIN
CEIN

0€9Y

129d

S291

9651

MGC80376 prote

7691
@ €651

6850

9850
989D

2

® 9994

799%

0991

111

e Molecule 1

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3QA8

Page 14

9%

20%

15%

38%

25%

Chain G

121

614
814

ETIN

60TN
80TT
LOTA

761

16T

68N

981

8b
€81

180

8.4

LA

™
~
=

TLd
0LH

891
193

26T1d

06TV

88TA

9811
G8TL

2814
814
08TL

LL1d

v.1d

cLTE

0LTY

csey
13143

1498
sven
wven
€%CI

€E€TH
CETH

(1448

ogTM
2N
¥2ed

6124

L1281
9121
ST120

(4244
1121

80¢4
L02s
90CM

€0CA
20Tl

002L

861X

9610

8TEA

9TEN
STEN

(45581

LOET
90€I

€0€1
coey

Y9
€5CA

78€D

€LEQ
CLET

89€L
L9€T

85€D
LSES

€8€T
2Ged

Lved
9¥eI
i74°0]

Tved
7D

B6EEM

LEEN

veed

-

£7va

1574728
(0747488

L1%d
9T%a
STHD
4548

(45728

@ 90%H

@ 20¥%S
L]

® ¥6ed
°

8¥5b
L%9T

S7SA

Le9¥
® 989

EEON
CEIA

0E9N

L29d

@ S§c91

619

LT9A

6094

2094

8651

9651

7691

3

685

S$85D

1850

111

: MGC80376 prote

e Molecule 1

20%

16%

39%

24%

7%

Chain H

8SGM

9ea
seb
® ¥EH

SO

0€TS

LT18

SeT1
YCT1L

(4458

ETIN

60TN
80TT
LOTA

Y011

[4dU%)]

o000
<« -
10 © = 0 mmO
o R e ]
A< EE> O

-
)
=]

68N

981

8b
€81

180

e 8.3

3

[
~
=

o -
s~
=

N~ ©
© ©
qul

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3QA8

Page 15

2673

06TV

88TA

9811
S8TL

cLTa

0LTV

L9771

YoTI
€91
C9TH
T9T1
® 0911
® 6STY

LS1d

b

CSTA

6v1a
8%1d

%11

SETA

€ETT

TETS

jasto
€9CA
(45144

6%C1

iZa8
sven
vvea
EYCI

€ETH
CETH

62T

9zTn
TN

6124

L1281
9121
S120
Ax4cs

8TEA

9TEN
STEN

(45591

LOET
90€T

€0€T
[49

6921

99¢s
9921
Y9CH

292d

8GCA

78€D

SLEL

€Led
CLET

89€D

€9€1
csed

e

® LTEA

8evYd
LEYI

SEVD

€EVI

TEYD
0EYM

8ThY
o
92¢¥1

917

L0%d

3

20vs

@ 88€d

CTLYN

0L7N

L9731

LYST

SYSA
e T7Sd
0%ST

@® LESKW
9€SN

veESA
® €€91

150

6294

Le94
9EIN

EEMN
@® TE9A

0€9

129d

S291

12931

6193

LT9A

® ST9L
vIoM
€198
21971
1190
0T19a
6094

S09A
T094

86SI

9691

7691

i

6850

S85D

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16

wwPDB X-ray Structure Validation Summary Report

3QAS8

4 Data and refinement statistics (i)

Property Value Source
Space group P1 Depositor
Cell constants 103.17A  140.34A 161.17A .
Depositor
a, b, c,a, B,y 71.28° 79.56° 86.04°
. 15.00 - 3.60 Depositor
Resolution (A) 4867 — 350 EDS
% Data completeness 78.7 (15.00-3.60) Depositor
(in resolution range) 76.9 (48.67-3.50) EDS
Rinerge 0.07 Depositor
Rsym 0.04 Depositor
<IJ)o(l)>" 1.18 (at 3.48A) Xtriage
Refinement program PHENIX (phenix.refine: 1.6.4 486) | Depositor
R R 0.308 , 0.344 Depositor
7 Phfree 0.302 , 0.340 DCC
Rree test set 4846 reflections (5.03%) wwPDB-VP
Wilson B-factor (A?) 84.5 Xtriage
Anisotropy 0.749 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.24 ,118.9 EDS
L-test for twinning? <|L| > =047, < L?* > = 0.30 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.88 EDS
Total number of atoms 39026 wwPDB-VP
Average B, all atoms (A?) 199.0 wwPDB-VP

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

function is 4.42% 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.
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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 | pyio7' 0 17155 | RMSZ #|Z| >5
1 A 0.74 0/5136 0.97 9/6931 (0.1%)
1 B 0.76 0/5136 0.97 | 10/6931 (0.1%)
1 C 0.78 1/5136 (0.0%) 0.98 11/6931 (0.2%)
1 D 0.74 | 2/5136 (0.0%) 0.96 10/6931 (0.1%)
1 E 0.77 1/5136 (0.0%) 0.98 10/6931 (0.1%)
1 F 0.75 0/5136 0.96 10/6931 (0.1%)
1 G 0.74 1/4448 (0.0%) 0.96 7/6012 (0.1%)
1 H 0.75 0/4448 0.97 8/6012 (0.1%)
All All 0.75 | 5/39712 (0.0%) | 0.97 | 75/53610 (0.1%)

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 11
1 B 0 11
1 C 0 10
1 D 0 11
1 E 0 10
1 F 0 11
1 G 0 11
1 H 0 11
All All 0 86

All (5) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 E 279 | CYS | CB-SG | -6.95 1.70 1.82
1 C 279 | CYS | CB-SG | -5.47 1.73 1.81
1 G 119 | GLU | CG-CD | 5.22 1.59 1.51
1 D 119 | GLU | CG-CD | 5.14 1.59 1.51

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 D 331 | GLU | CG-CD | 5.14 1.59 1.51

The worst 5 of 75 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 B 123 | ARG | NE-CZ-NH1 | 6.50 123.55 120.30
1 E 153 | LEU | CA-CB-CG | 6.42 130.08 115.30
1 A 153 | LEU | CA-CB-CG | 6.28 129.73 115.30
1 C 153 | LEU | CA-CB-CG | 6.27 129.72 115.30
1 D 153 | LEU | CA-CB-CG | 6.27 129.71 115.30

There are no chirality outliers.

5 of 86 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
119 | GLU | Peptide
120 | GLY | Peptide
169 | TYR | Peptide
221 | PRO | Peptide
223 | LEU | 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 5048 0 5120 770 3
1 B 5048 0 5120 807 2
1 C 5048 0 5120 837 4
1 D 2048 0 5120 861 0
1 E 2048 0 5120 820 2
1 F 0048 0 5120 801 0
1 G 4369 0 4430 607 0
1 H 4369 0 4430 616 1
All All 39026 0 39580 5868 6

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 75.
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The worst 5 of 5868 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:E:547:LEU:CD1 | 1:E:615:THR:HG22 1.18 1.61
1:E:547:LEU:HD13 | 1:E:615:THR:CG2 1.16 1.54
1:C:496:LYS:CB 1:D:655: TRP:HE1 1.25 1.48
1:A:524:CYS:SG 1:A:643:VAL:HG11 1.55 1.46
1:C:496:LYS:HB2 1:D:655: TRP:NE1 1.23 1.43

The worst 5 of 6 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:501:MET:SD 1:E:364:ALA:O[1_565] 1.61 0.59
1:E:515:ARG:NH1 | 1:H:394:LYS:NZ[1_465] 1.76 0.44
1:B:617:VAL:CG2 | 1:C:519:GLN:OE1[1 465| 1.96 0.24
1:A:522:GLU:OE1 | 1:C:295:PRO:CB|1_565| 2.01 0.19
1:A:522:GLU:OE1 | 1:C:295:PRO:CGJ1_565] 2.04 0.16

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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 | 610/676 (90%) | 360 (59%) | 145 (24%) | 105 (17%) |
1 B 610/676 (90%) 362 (59%) | 143 (23%) | 105 (17%)

1 C 610/676 (90%) 359 (59%) | 147 (24%) | 104 (17%)
1 D 610/676 (90%) 363 (60%) | 143 (23%) | 104 (17%)
1 E 610/676 (90%) 361 (59%) | 147 (24%) | 102 (17%)
1 F 610/676 (90%) 362 (59%) | 144 (24%) | 104 (17%)
1 G 527/676 (78%) 310 (59%) | 126 (24%) | 91 (17%)
1 H 527/676 (78%) 313 (59%) | 121 (23%) | 93 (18%)
Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

Al | A [ 4714/5408 (87%) | 2790 (539%) | 1116 (24%) | 808 (17%) | [O][3] |

5 of 808 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 101 GLY
1 A 106 LYS
1 A 110 GLN
1 A 111 PHE
1 A 166 ASP

5.3.2 Protein sidechains ()

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 A 563/609 (92%) 520 (92%) | 43 (8%) 147 49

1 B 563/609 (92%) 521 (92%) | 42 (8%) 151 50

1 C 563/609 (92%) 520 (92%) | 43 (8%) 147 49

1 D 563/609 (92%) 519 (92%) | 44 (8%) 147 48

1 E 563/609 (92%) 520 (92%) | 43 (8%) 147 49

1 F 563/609 (92%) 521 (92%) | 42 (8%) 157 50

1 G 488/609 (80%) 456 (93%) | 32 (T%) 181 56

1 H 488/609 (80%) 455 (93%) | 33 (T%) 171 54
All All 4354 /4872 (89%) | 4032 (93%) | 322 (7%) 157 50

5 of 322 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 339 TRP
1 E 219 PHE
1 H 234 LYS
1 D 422 THR
1 D 517 MET
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Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 123 such
sidechains are listed below:

Mol | Chain | Res | Type
1 D 332 ASN
1 E 264 HIS
1 H 143 HIS
1 D 478 GLN
1 D 651 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.

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(R?) [ Q<0.9
1| A | 622/676 (92%) 0.26 | 42 (6%) | 17 76, 189, 275,337 | 0
1 B | 622/676 (92%) 0.30 | 42 (6%) | 17| | 11| | 71, 191,274,336 | 0
1 C | 622/676 (92%) 034 | 30 (4%) 30 |21 |58, 188,275,327 | O
1 D | 622/676 (92%) 0.25 50 (8%) 85, 194, 278,327 | 0
1 E | 622/676 (92%) 037 | 36 (5%) 23 |15] | 74, 190, 274,330 | 0
1 F | 622/676 (92%) 0.30 03, 200, 283,331 | 0
1| @ | 541/676 (30%) 0.42 96, 214, 302, 387 | 0
1| H | 541/676 (30%) 0.32 79, 194, 293,423 | 0
All | Al | 4814/5408 (89%) | 0.32 58, 195, 283,423 | 0

The worst 5 of 355 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 A 93 | LEU 11.5
1 G 571 | TYR 9.8
1 F 40 GLN 8.2
1 H 47 | ARG 8.0
1 E 199 | TYR 7.9

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.



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

Page 23 wwPDB X-ray Structure Validation Summary Report 3QAS8

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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