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Title
Authors
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2Y26

Transmission defective mutant of Grapevine Fanleaf virus

Schellenberger, P.; Sauter, C.; Lorber, B.; Bron, P.; Trapani, S.; Bergdoll,
M.; Marmonier, A.; Schmitt-Keichinger, C.; Lemaire, O.; Demangeat, G.;
Ritzenthaler, C.

2010-12-13

2.70 A(reported)

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
http://wwpdb.org/validation /2016 / 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) : 1.9-1692

EDS : trunk28620

Percentile statistics : 20161228.v01 (using entries in the PDB archive December 28th 2016)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : recalc28949
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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 2.70 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 NN 0.198
Clashscore I [ o s
Ramachandran outliers I 0
Sidechain outliers I 0 D S 8%
RSRZ outliers I 0.1%
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))
Rpree 100719 2259 (2.70-2.70)
Clashscore 112137 2590 (2.70-2.70)
Ramachandran outliers 110173 2550 (2.70-2.70)
Sidechain outliers 110143 2550 (2.70-2.70)
RSRZ outliers 101464 2275 (2.70-2.70)

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
1 A 504 83% 15%
1 B 504 85% 13%
1 C 504 85% 12%
1 D 504 83% 15%
1 E 504 83% 15%
1 F 504 85% 13%

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

Mol | Chain | Length Quality of chain
1 G 504 85% 13% .
1 H 504 85% 13% .
1 | 504 85% 13% .
1 J 504 85% 13% .
1 K 504 84% 4% .
1 L 504 85% 4% .
1 M 504 85% 13% .
1 N 504 83% 15% .
1 0O 504 85% 13% .
1 P 504 85% 13% .
1 Q 504 86% 12% .
1 R 504 85% 13% .
1 S 504 84% 4% .
1 T 504 84% 5% .




Page 4 wwPDB X-ray Structure Validation Summary Report 2Y26

2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 79656 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 COAT PROTEIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 504 3955 2557 653 723 22 0 0 0

Total C N O S
1 B 504 3955 2557 653 723 22 0 0 0

Total C N O S
1 C 504 3955 2557 653 723 22 0 0 0

Total C N O S
1 b 504 3055 2557 653 723 22 0 0 0

Total C N O S
1 b 504 3055 92557 653 723 22 0 0 0

Total C N O S
1 F 504 3055 92557 653 723 22 0 0 0

Total C N O S
1 G 504 3055 92557 653 723 22 0 0 0

Total C N O S
1 H 504 3055 92557 653 723 22 0 0 0

Total C N O S
1 I 504 3055 92557 653 723 22 0 0 0

Total C N O S
1 J 504 3955 2557 653 723 22 0 0 0

Total C N O S
1 K 504 3955 2557 653 723 22 0 0 0

Total C N O S
1 L 504 3955 2557 653 723 22 0 0 0

Total C N O S
1 M 504 3955 2557 653 723 22 0 0 0

Total C N O S
1 N 204 3955 2557 653 723 22 0 0 0

Total C N O S
1 0 504 3955 2557 653 723 22 0 0 0

Total C N O S
L P o0d 3955 2557 653 723 22 0 0 0

Continued on next page...


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition

Page 5 wwPDB X-ray Structure Validation Summary Report 2Y26
Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! Q H04 ggga; 25C57 6?3 723 2S2 0 0 0
! R H04 gggzl 25C57 62]3 723 2S2 0 0 0
! 5 H04 ?9)?51 25C57 62]3 723 2S2 0 0 0
1 T H04 gggzl 25057 61§3 7(2)3 282 0 0 0

There are 20 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 297 ASP GLY | SEE REMARK 999 | UNP P18474
B 297 ASP GLY | SEE REMARK 999 | UNP P18474
C 297 ASP GLY | SEE REMARK 999 | UNP P18474
D 297 ASP GLY | SEE REMARK 999 | UNP P18474
E 297 ASP GLY | SEE REMARK 999 | UNP P18474
F 297 ASP GLY | SEE REMARK 999 | UNP P18474
G 297 ASP GLY | SEE REMARK 999 | UNP P18474
H 297 ASP GLY | SEE REMARK 999 | UNP P18474
I 297 ASP GLY | SEE REMARK 999 | UNP P18474
J 297 ASP GLY | SEE REMARK 999 | UNP P18474
K 297 ASP GLY | SEE REMARK 999 | UNP P18474
L 297 ASP GLY | SEE REMARK 999 | UNP P18474
M 297 ASP GLY | SEE REMARK 999 | UNP P18474
N 297 ASP GLY | SEE REMARK 999 | UNP P18474
O 297 ASP GLY | SEE REMARK 999 | UNP P18474
P 297 ASP GLY | SEE REMARK 999 | UNP P18474
Q 297 ASP GLY | SEE REMARK 999 | UNP P18474
R 297 ASP GLY | SEE REMARK 999 | UNP P18474
S 297 ASP GLY | SEE REMARK 999 | UNP P18474
T 297 ASP GLY | SEE REMARK 999 | UNP P18474
e Molecule 2 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

2 A 27 97 o7 0 0
Total O

2 B 30 30 30 0 0
Total O

2 C 27 97 o7 0 0

Continued on next page...



Page 6

wwPDB X-ray Structure Validation Summary Report

2Y26

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | D 28 Tg;al ;’8 0 0
2 F 28 T‘;g‘“ ;.8 0 0
2 F 29 T‘;g‘“ ;.9 0 0
e 2 ngal ;’6 0 0
2 H 26 ngal ;‘6 0 0
2 I 29 ngal ;.9 0 0
2 J 27 Tg;al 207 0 0
2 K 30 ngal ?% 0 0
2 L 26 ngal ;.6 0 0
2 M 29 ngal ;.9 0 0
2 N 28 ngal ;‘8 0 0
2 0 27 Tg;al 207 0 0
2 P 28 Tg;al ;‘8 0 0
p Q 927 Tg;al 207 0 0
2 R 27 Tg;al ;)7 0 0
p S 29 Tgtgal ;.9 0 0
P T 98 Tgtgal ;.8 0 0
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15%

83%

wwPDB X-ray Structure Validation Summary Report

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.

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
e Molecule 1: COAT PROTEIN

3 Residue-property plots (i)

Chain A:

3
t

Page 7

I vEEN 0,14 09TL £THI
| | |

2914 9CeT L9TL 98171

1978 | geed £Tvi [ |

Ll

09TL 72T 39T 8ETN 86D
— | i I - | |
o 61D SETT 76D
wm-:,_ mmmm 2914 wmmo [ ] £6€H
R 1918 © TETH | z6ed
8ETN 80€d 9 09TL $6€D ow_. | oetT | 16€V
[ | [ | 1 £6EH 621Y | oeer |
SETT 1084 9571 | zeed | gerd | 68EN
[ | omma 1 16€V 1218 [ |
TETH 8EIN | oeeI 9z1d 78EN
| oerT | 1620 1 68EN [ | [ |
621Y 962y GETT 1 LTTY 18EH
| sgrd | | Lega | |
At 682 TETH 1 80TI 1880
9zTd 88CH | 0eTT 9ZET [ | [ |

62Td sced S0TS 9zeT

vzel | |

T0€Yd

80TI

o mm
-
~
~
3

1218

S0TS Vet 9zTd 67€D Y —
[ | [ | 1 81€S IR
201 692d S0TS 1 PIN 88zH
[ | 89Zk 1 T0€4 €Lk
LLL [ | Z0TH 00€b [ |
Y 09Z1 1 1 L9A
IR [ | LL1 682y [ | sLed
BLN TSTA | e 88CH 991
€LK [ | a4 55y
| ew £vCI $0GA < BN < [ |
1.0 [ | [ | by €LA Iy 28I £vTI
| 6521 9674 © | sLed ® [ ] []
L9A [ | [ | L9A 1 LN 6£CI
[ | zeTl SLY1 1 69zd [ | [ |
85V [ | [ | 85V 892k 6eM 6221
|84 62CH 95HY |84 1 [ | 8229

981 82TH 961 092N

1 [5%as
661S

O W
) 0
= ~

o wn ©
[} [
%] = o

80¢d
6EX L02A 4728

1 6€2T

SEA B6TTH

661S 82TH

_ 2811

GalL z8T11
$0SA
¥6€D
£6EH 9674
2iTd [ aers
LIN TL1Q 7674
0LTd [ |

91V
i | qL%1

| 80zd %09A
zel 102 [ |
1 1 9674

T6EV

Nmmo
o o0
= n

68EN 674 66TS | g6%8
[ | TLd [ | 874 Y674 $10 19TL [ |
LIN 1L70 T8EH 1 1 [ | | 991d 95HY
9TV 0474 | oses $10 ST 11d S9TY
| ogmy [ | 6LEA 1 z8T1 1

$10 19TL [ |
1880

9SPY

e Molecule 1: COAT PROTEIN
e Molecule 1: COAT PROTEIN

Chain B
Chain C

2914
1918

S9TH

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe

e Molecule 1: COAT PROTEIN


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

2Y26

wwPDB X-ray Structure Validation Summary Report

Page 8

15%

83%

Chain D

09TL

9GT11

8EIN

SETT

TETH

6214

L2118
9z1d

9TTH

80TI

S0TS

LLL

TLQ

0€s

[4an

68EN
T8EW
6LEN
LEEQA
veen
9CeT
gced
et

T0€Y

L

682y
88CH

S.z3

69¢d
892X

09ZH

eveI

6€CI

CeTL

6CTH
8¢TH

80¢d
P4

661S

Ll

2811

+
+

0LTd

L9TL

S9TA

2914
1918

70sA

9674

v6vd

08¥%S

SL¥1

9GVY

i

COAT PROTEIN

472}

145728

OT%L

86€D

v6ed
£6€H

T6EY

e Molecule 1

15%

83%

Chain E

09TL

9ST1

8ETIN

SETT

TETH

62TH

1218
921d

80TI

S0TS

{405

LLL

S.d
PLN
€LA

et

80ed

TOo€Y

88CH

Vkacy
692d
89CA
L9ey
€92

09ZN

85Tl

TS2A

E€¥CI

6€CI

[AAN

8¢¢H

L

802d
PR

66TS

+B

2811

Ll

cLd
TLTQ
0L1d

L9TL

SOTH

2914
1918

70SA

9674

SLYT

98V

€TV

T1vd

Ll

76€D
€6EH

T6EV

COAT PROTEIN

68EW

T8EN

6LEN

Lgea

veen

9CZeI

e Molecule 1

13%

85%

Chain F

ot ©0
— —
o <<

L

0474

L9TL
991d

2914
1918
09TL
9811
8ETIN
SETT

TETH

6274

1218
elqxc

80TI
S0TS
201D
LLL
S.4
TLN
€LR
L9A
85V
SSH

2SI

9gb

0es
[4An

LIN

86€D

v6ed
£6€H

T6EV

68EN

LEEA

9ZeT

et

6T€D
8T€S

To€Yd
00€b

Leza
962V

3

88CH

6,24
ePRack
69¢d
89CA
L9TH
£92ZN
09ZKH
€%CI

6€CT

LETA

8¢CH

661S

2811

70sA

9674

COAT PROTEIN

7674

SL¥T

957Y

€TV

T1%d

e Molecule 1

13%

85%

Chain G

3

cL1d
TL1a
0LTd

L9TL

S9TA

2914
1918
09TL
9811
8ETN
SETT

TETH

6274

1218
9zTa

S0TS

2ot

9eb

0€s
[4an

LIN
9TV

710

428

v0v1

86€D

76€D
€6EH

T6EY

68EN

T8EN

6LEA
Lgea
9zeT
sced
e

TOEYd

L

L62d
962y
|
6824
88zH
6,24
|
§.23
|
09CN
|
€392S
CSCA
|
EvCI
|
6ECT
[sgeil e wvosn
LETA 1
[ | 9674
822) | aeys
Y674
|
SLYT
° |
937V

661S
2811

COAT PROTEIN

e Molecule 1

O

R LDWIDE
PROTEIN DATA BANK

W



2Y26

wwPDB X-ray Structure Validation Summary Report

Page 9

13%

85%

Chain H

3

2914
1918
0971
9GT1
8EIN
SETT

TETH

6214

L2118
9zT1d

80TI

S0TS

TLQ

L9A

it

TSI

0€s

[4an

6TA

Ll

LIN
9TV

710

T1d

74572,

v6ed
€6EH

T6EY

68EN

#8eN

Leea

9ZeT

veeT

61€D
81€S

T0€Yd

+

L62a
962V

3

88CH

Ll

Pkact

09ZW

€¥CI

6€CI

6CCTH
8¢ZH

66TS

Ll

2811

0474

L9TL

S9TH

® %0SA

9674

SLYT

9SPY

€TV

COAT PROTEIN

e Molecule 1

13%

85%

Chain I

3

09TL

9511

8ETN

SETT

TETH

6214

L2118
9zTd

80TI

0TS

201D

98d

LLL

TLa

L9A

0€s

[4aN

6TA

LIN
9TV

710

T1d

v6€D
€6€H

T6EV

68EN

T8EW

LEEQ

veen

9ZeT

et

61€D
81€S

T0€d
00€b

3

88CH

€92N

092

eveI

6€CI

TETL

6CTH
8¢TH

661S

Ll

2811

+

0LTd

L9TL

@ S9TX

2914
1918

70sA

9674

SL¥1

98%Y

47208

1452

15758

COAT PROTEIN

e Molecule 1

13%

85%

Chain J

3

0LTd

L9TL

S9TH

2914
1918
09TL
9GT1
8ETIN
SETT

TETH

62Td

1218
9214

S0TS

(405

0gs

[4an

6TA

© ~
- =
< =

¥10

¥0¥1

86€D

76€D
€6EH

T6EV

B68EN

Leea

9CEL

e

6T€D
81€s

80ed

Togd
00€b

3

88CH

epRac

69¢d
89CA

092N

TS2A

€¥CI

6€CI

B6TTH
82TH

80e¢d
L0zA

6618

2811

70SA

9674

Y674

SL¥1

9GHY

€TV

1745728

T1vd

COAT PROTEIN

e Molecule 1

14%

84%

Chain K

2914
1918
0971
9811
LyTd
8EIN
SETT

TETH

6214

1218
lqxcs

9TTH
S0TS
201D
LLL
S.4
YLN
€LA
L9A
88y
SSY
LYW
6EX

9gb
SEA

0oes
[4an
814
LIN
9TV

710

T8EW

6LEN
8.L€d

LEEA
9CET
wze1

6T€D
8T€S

T0€d
00gb

88CH

0823
6.24

S.zd
092K
evCI

6€C1

LETA

Yecu

8¢TH

80¢d
L0zZA

66TS

Ll

2811

+
+

cL1d
TL1d
0L14

L9TL

® S9TX

¥0sA

9674

SL¥1

9GHV

L

f472°8

v6ed
€6EH

T6EV

e Molecule 1

68EN

¥8eEN

COAT PROTEIN

O

R LDWIDE
PROTEIN DATA BANK

W



2Y26

wwPDB X-ray Structure Validation Summary Report

Page 10

14%

85%

Chain L

k-
g
J

S9TH

2914
1918
0971
9GT1
Sv1a
8ETN
SETT

TETH

6214

pXa
lqxcs

L1TV
S0TS
201D
LLL
S.4
LN
€LK
L9A
88V
SSH
LYW

9gd

..Ilﬂ‘II
3}
o

0oes

€Tl
[4an

LIN
9TV

710

T6EV
68EN
78eN
T8EW
6LEN
LEEQ
9CET
et

61€D
8T€S

Toed
00gb

L62a
962V

6824
88CH

6.4
ePkact
092
€¥CI

6€CI

LETA

6CCH

92CA

66TS

Ll

2811

Ll

cL1d
TL1d
0L74

L9T1

70sA

9674

SL¥T

987Y

i

47208

Ll

v6ed
€6€H

COAT PROTEIN

e Molecule 1

13%

85%

Chain M

~ -
—
o

® S91%

2914
1918

S.y
TLN
€LA

TL0

o
o
X

©
2]
=4

SEA

o
el
9

0€s

celL

©0 N~
— vnII-
I<=

710

L4728

Ll

76€D
€6EH

TEEV

68EN
78EN
Leea
9ZeI
geed
et
60€X

TOoEYd
00€d

1620
962V

88CH

08z

Vkacy

$S921

€¥CI

6€CI

vecy

82ZH

661S

2811

cL1d
TL1d
0LTd

1971

70SA

9674

SL¥T

9SPY

COAT PROTEIN

e Molecule 1

15%

83%

Chain N

I--

0LTd

L9TL

S9TH

2914
1918
0971
9GT1
8ETN
SETT

TETH

6214

LT1S
9¢Td

80TI
S0TS
LLL
S.4
LN
€LK
L9A
S9Y
2SI
64
9ed
SEA
€D
0es

[4an

81y

0 ~
-
< =

710

9ze1
sced
vce1

61€D
81€s

voes

TOogd
00€b

Leza
962V

6824
88CH

08T
6.2d

S.zd

L9231

€92N

092K

eveI

6€CT

LETA

ey

6ZTH
82TH

802d
L0ZA

20TT

6618

v0SA

9674

v6vd

SLYT

9GFY

€TV

70v1

86€D

v6€D
€6EH

T6EY

68EW

T8EW

e Molecule 1

6LEN

Lgea

0€eI

COAT PROTEIN

13%

85%

Chain O

SO

2914
1918
0971
9STT
8ETN
SETT

TETH

6214

1218
lqxcs

9TTH

S0TS

201D

LLL

S.4

YLN

€LA

L9A

83V

991
SSH

0oes

[4an

LIN

el
S
I<

710

T6EV

68EN

T8EW

6LEN

LEEA

9C€T

veet

T0€d
00gb

6824
88CH

0823
S.zd
€92ZN
09ZH
evCI
6€TI
vecy

62T
8¢TH

Ll

80¢d
L02ZA

66TS

Ll

[4:39¢

Ll

cL1d
L1
0L14

L9TL

%0sA

9674

SL¥1

987Y

i

€TV

Ll

v6ed
€6EH

COAT PROTEIN

e Molecule 1

O

R LDWIDE
PROTEIN DATA BANK

W



2Y26

wwPDB X-ray Structure Validation Summary Report

Page 11

13%

85%

N
NSNS
Iyzml

Chain P

ot ©0
SES
fol<

cL1d
TL1d
0L74

L9TL

S9TH

2914
1918
09T.L
9811
8ETIN
SETT

TETH

6274

1218
elq

S0TS

LLL

T.Q

L9A

9eb
SEA

0ogs

[4an

LIN

47208

86€D

v6ed
€6EH

T6EY

68EN

Leea

9ZeT

¥ee1

61€D
81€S

T0€Yd
00€d

620
962V

6824
88CH

+

6.4

S.z3

Ll

€¥CI

6€CT

LETA

8¢ZH

80¢d
L0TA

661S

Ll

2811

#0sA

T0SS
00SL

9674

e Molecule 1

v6vd

SL¥1

9G¥V

COAT PROTEIN

12%

86%

Chain Q

ot ©0
SES
fol<

TL1d
0474

L9TL

® S91d

2914
1918
09TL
9GT1
8ETIN
SETT

TETH

6274

1218
elqcs

S0TS

201D

LLL

Ll

sS4
VLN
€LA

Ll

T.Q

L9A

9gb
SEA

0oes

[4an

LIN

€TV

Ll

v6ed
€6EH

T6EV

68EN

78eN

T8EN

6LEA
8.Ley4

Leea

9CET

vze1

TO€Y
00€d

6824
88CH

ePRac

€¥eI

6€CI

6CCH
82TH

i

80¢d
L0TA

66TS

Ll

2811

Ll

cL1d

70SA

9674

SL¥1

9SPY

COAT PROTEIN

e Molecule 1

13%

85%

Chain R

3

TL1d
0474

L9TL

® S91d

2914
1918
09TL
9GT1
8ETIN
SETT

TETH

6274

1218
lqxcs

S0TS

201D

85V

0es

[4an

LIN
9TV

710

L

v6ed
€6€H

T6EY

68EN

LEEQ

9ZeT

¥eet

T0gY
00gb

1,620
962V

6824
88CH

08cd
6.L24

ePRack
L9¢x
£9CN
09ZW
€¥CI

6€CT

LETA

vec

62T
82¢H

661S

Ll

2811

Ll

cL1d

® %0SA

9674

SLYT

9SHV

€TV

COAT PROTEIN

e Molecule 1

14%

84%

Chain S

¢L1d
TL1a
0474

L9TL

S9TA

2914
918
09TL
9STT
8ETIN
SETT

TETH

6274

1218
9zTa

9TTH
0TS
LLL
S/
TLN
€LA
LOA

961
SSY

LV

6€X

9eb
SEA

0€s

76€D
€6EH

TE6EV

68EN

78EN

T8EW

6LEN
8.Led

Lgea
92eI
geed
vee1

TOEH

L

1620
962V

3

88CH

08z

eVkact

L9231

€92N
(414

€¥CI

6€CI

vecy

82ZH

€02l

6618

2811

70SA

9674

v6vd

SLY1

9S8y

€TV

3

€0¥N

86€D

O

R LDWIDE
PROTEIN DATA BANK

W



2Y26

wwPDB X-ray Structure Validation Summary Report

Page 12

COAT PROTEIN

e Molecule 1

15%

84%

Chain T

3

2914
1918
0971
9GTT
8ETN
SETT

TETH

6214

1218
9zT1d

L1TV

S0TS

201D

LLL

TLN

9gb
SEA

0oes

[4an

814

©0 N~
-
I<Z

710

T1d

T8EW
6LEN
LEEA
9CET
vze1

TOgY
00€d

Leca
962y

6824
88CH

S.zd
L9TH
€92ZN
092K

€82S
csea

e€vCI
6€TI

62T
8¢TH

80¢d
L0zZA

66TS

2811

cL1d
TL1d
0L14

L9TL

® S9Tx

70SA

9674

v6vd

SL¥1

9GHV

€T

3

€07y
86€D

v6ed
€6EH

68EN

78eEN

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



Page 13 wwPDB X-ray Structure Validation Summary Report 2Y26
4 Data and refinement statistics (i)
Property Value Source
Space group P213 Depositor
Cell constants 408.00A  408.00A  408.00A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
. 35.78 — 2.70 Depositor
Resolution (4) 3578 — 2.70 EDS
% Data completeness 98.9 (35.78-2.70) Depositor
(in resolution range) 98.9 (35.78-2.70) EDS
Rinerge 0.13 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.39 (at 2.68A) Xtriage
Refinement program PHENIX (PHENIX.REFINE) Depositor
R R 0.193 , 0.210 Depositor
7 Phfree 0.177 , 0.198 DCC
Ryree test set 30276 reflections (5.01%) DCC
Wilson B-factor (A?) 44.6 Xtriage
Anisotropy 0.000 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.33, 33.0 EDS
L-test for twinning? <|L] > =050, < L?* > = 0.33 Xtriage
Estimated twinning fraction 0.012 for 1-k,h Xtriage
F,F. correlation 0.94 EDS
Total number of atoms 79656 wwPDB-VP
Average B, all atoms (A?) 40.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.56% 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)

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 | pyie71 171 <5 | RMSZ #|Z| >5

1 A 0.48 0/4062 0.61 1/5523 (0.0%)

1 B 0.47 0/4062 0.61 1/5523 (0.0%)

1 C 0.47 0/4062 0.62 1/5523 (0.0%)

1 D 0.48 0/4062 0.62 1/5523 (0.0%)

1 E 0.48 0/4062 0.62 2/5523 (0.0%)

1 F 0.47 0/4062 0.60 0/5523

1 G 0.47 0/4062 0.61 1/5523 (0.0%)

1 H 0.48 0/4062 0.61 0/5523

1 | 0.49 0/4062 0.62 0/5523

1 J 0.47 0/4062 0.61 1/5523 (0.0%)

1 K 0.47 0/4062 0.61 0/5523

1 L 0.46 0/4062 0.60 0/5523

1 M 0.48 0/4062 0.62 0/5523

1 N 0.47 0/4062 0.61 0/5523

1 ) 0.46 0/4062 0.61 1/5523 (0.0%)

1 P 0.48 0/4062 0.61 0/5523

1 Q 0.47 0/4062 0.62 0/5523

1 R 0.48 0/4062 0.62 1/5523 (0.0%)

1 S 0.46 0/4062 0.61 1/5523 (0.0%)

1 T 0.47 0/4062 0.62 2/5523 (0.0%)
All All 0.47 | 0/81240 | 0.61 | 13/110460 (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 2
1 B 0 2
1 C 0 2
1 D 0 2
1 E 0 2

Continued on next page...
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Continued from previous page...
Mol | Chain | #Chirality outliers | #Planarity outliers
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There are no bond length outliers.

The worst 5 of 13 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 E 197 | LEU | CB-CG-CD2 | 5.58 120.48 111.00
1 D 56 | LEU | CA-CB-CG | 5.51 127.98 115.30
1 R 56 | LEU | CA-CB-CG | 5.51 127.97 115.30
1 A 56 | LEU | CA-CB-CG | 5.46 127.87 115.30
1 E o6 LEU | CA-CB-CG | 5.44 127.81 115.30

There are no chirality outliers.

5 of 40 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
33 LYS | Peptide
55 | ARG | Peptide
33 LYS | Peptide
55 | ARG | Peptide
33 LYS | Peptide

Y QU U UNY J—T
Q| B I = >

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

PROTEIN DATA BANK
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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 3955 0 3910 51 0
1 B 3955 0 3910 46 0
1 C 3955 0 3910 47 0
1 D 3955 0 3910 o4 0
1 E 3955 0 3910 o7 0
1 F 3955 0 3910 48 0
1 G 3955 0 3910 48 0
1 H 3955 0 3910 50 0
1 I 3955 0 3910 50 0
1 J 3955 0 3910 47 0
1 K 3955 0 3910 50 0
1 L 3955 0 3910 47 0
1 M 3955 0 3910 46 0
1 N 3955 0 3910 95 0
1 O 3955 0 3910 48 0
1 P 3955 0 3910 48 0
1 Q 3955 0 3910 47 0
1 R 3955 0 3910 46 0
1 S 3955 0 3910 20 0
1 T 3955 0 3910 49 0
2 A 27 0 0 1 0
2 B 30 0 0 1 0
2 C 27 0 0 1 0
2 D 28 0 0 1 0
2 E 28 0 0 1 0
2 F 29 0 0 1 0
2 G 26 0 0 0 0
2 H 26 0 0 1 0
2 I 29 0 0 1 0
2 J 27 0 0 1 0
2 K 30 0 0 0 0
2 L 26 0 0 1 0
2 M 29 0 0 0 0
2 N 28 0 0 1 0
2 O 27 0 0 0 0
2 P 28 0 0 0 0
2 Q 27 0 0 0 0
2 R 27 0 0 1 0
2 S 29 0 0 1 0
2 T 28 0 0 0 0

All All 79656 0 78200 973 0
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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 6.

The worst 5 of 973 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:G:454:ASN:HD22 1:G:456:ALA:H 1.28 0.81
1:K:454:ASN:HD22 1:K:456:ALA:H 1.29 0.81
1:G:14:CYS:H 1:G:138:ASN:HD21 1.30 0.80
1:F:191:LEU:HD23 1:F:191:LEU:H 1.46 0.80
1:N:14:CYS:H 1:N:138:ASN:HD21 1.28 0.79

There are no symmetry-related clashes.

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 502/504 (100%) 481 (96%) | 21 (4%) 0 |
1 B 502/504 (100%) 482 (96%) | 20 (4%) 0 |
1 C 502/504 (100%) | 481 (96%) | 21 (4%) 0 100 [100]
1 D 502/504 (100%) 481 (96%) | 21 (4%) 0 |
1 E 502/504 (100%) 480 (96%) | 22 (4%) 0 |
1 F 502/504 (100%) 481 (96%) | 21 (4%) 0 |
1 G 502/504 (100%) 482 (96%) | 20 (4%) 0 |
1 H 502/504 (100%) 482 (96%) | 20 (4%) 0 |
1 I 502/504 (100%) 480 (96%) | 22 (4%) 0 |
1 J 502/504 (100%) 477 (95%) | 25 (5%) 0 |
1 K 502/504 (100%) | 478 (95%) | 24 (5%) 0 100 ] [100]
1 L 502/504 (100%) 482 (96%) | 20 (4%) 0

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 M 502/504 (100%) 482 (96%) | 20 (4%) 0 |
1 N 502/504 (100%) 482 (96%) | 20 (4%) 0 |
1 0 502/504 (100%) 480 (96%) | 22 (4%) 0 |
1 p 502/504 (100%) | 479 (95%) | 23 (5%) 0 100 ] [100]
1 Q 502/504 (100%) 479 (95%) | 23 (5%) 0 |
1 R 502/504 (100%) 482 (96%) | 20 (4%) 0 |
1 S 502/504 (100%) 479 (95%) | 23 (5%) 0 |
1 T 502/504 (100%) 481 (96%) | 21 (4%) 0 |

All | All | 10040/10080 (100%) | 9611 (96%) | 429 (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 431/431 (100%) 406 (94%) | 25 (6%) 23 50
1 B 431/431 (100%) 407 (94%) | 24 (6%) 25 51
1 C 431/431 (100%) 405 (94%) | 26 (6%) 221 48
1 D 431/431 (100%) 405 (94%) | 26 (6%) 221 48
1 E 431/431 (100%) 406 (94%) | 25 (6%) 23 50
1 F 431/431 (100%) 407 (94%) | 24 (6%) 25 51
1 G 431/431 (100%) 408 (95%) | 23 (5%) 26 54
1 H 431/431 (100%) 403 (94%) | 28 (6%) 200 44
1 I 431/431 (100%) 405 (94%) | 26 (6%) 221 48
1 J 431/431 (100%) 406 (94%) | 25 (6%) 23 50
1 K 431/431 (100%) 405 (94%) | 26 (6%) 221 48
1 L 431/431 (100%) 405 (94%) | 26 (6%) 221 48
1 M 431/431 (100%) 407 (94%) | 24 (6%) 25 51

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 N 431/431 (100%) 406 (94%) | 25 (6%) 23 50

1 O 431/431 (100%) 406 (94%) | 25 (6%) 23 50

1 P 431/431 (100%) 407 (94%) | 24 (6%) 25 51

1 Q 431/431 (100%) 404 (94%) | 27 (6%) 211 46

1 R 431/431 (100%) 407 (94%) | 24 (6%) 25 51

1 S 431/431 (100%) 406 (94%) | 25 (6%) 23 50

1 T 431/431 (100%) 405 (94%) | 26 (6%) 221 48
All All 8620/8620 (100%) | 8116 (94%) | 504 (6%) 23 50

5 of 504 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 J 18 ARG
1 L 161 SER
1 S 226 VAL
1 J 165 LYS
1 K 129 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 204 such
sidechains are listed below:

Mol | Chain | Res | Type
1 J 15 GLN
1 L 36 GLN
1 S 147 GLN
1 J 74 ASN
1 K 36 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.
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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(4A?) [ Q<0.9
1 A 504,/504 (100%) -0.80 26, 36, 60,83 | 0
1 B 504,/504 (100%) -0.79 26,37,59,84 | 0
1 C 504,/504 (100%) -0.80 26, 37,60,83 | 0
1 D 504,/504 (100%) -0.79 26,38, 60,84 | 0
1 E 504,/504 (100%) 0.81 26, 37,59,82 | 0
1 F 504,/504 (100%) -0.86 29, 39,61, 84| 0
1 G 504,/504 (100%) -0.84 29,40, 60,83 | 0
1 H 504,/504 (100%) -0.80 28,39, 62,82 | 0
1 I 504,/504 (100%) 0.77 29, 40, 62, 86 | 0
1 J 504,/504 (100%) 0.77 28,39,62,85 | 0
1 K 504,/504 (100%) -0.80 27,39,61,86 | 0
1 L 504,/504 (100%) -0.83 27,38,59,81 | 0
1 M 504,/504 (100%) -0.78 29, 38,60,86 | 0
1 N 504,/504 (100%) -0.77 28,38,59,83 | 0
1 0 504,/504 (100%) -0.83 28,38,60,83 | 0
1 P 504,/504 (100%) -0.76 28,38,60,81 | 0
1 Q 504,/504 (100%) 0.77 27,38,60,86 | 0
1 R 504,/504 (100%) -0.80 27,38,61,83 | 0
1 S 504/504 (100%) -0.83 28,38,59,84| 0
1 T 504,/504 (100%) 0.82 28,38,60,84 | 0

All | Al | 10080/10080 (100%) |  -0.80 26, 38, 60,86 | 0

The worst 5 of 15 RSRZ outliers are listed below:
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Mol | Chain | Res | Type | RSRZ
1 K 165 | LYS 3.2
1 N 173 | GLY 3.1
1 O 212 | THR 2.9
1 M 165 | LYS 2.8
1 I 165 | LYS 2.5

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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