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This is a wwPDB EM 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/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

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

EMDB validation analysis : 0.0.1.dev132
MolProbity : 4-5-2 with Phenix2.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49


https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 6.30 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

Clashscore NN

Ramachandran outliers I

Sidechain outliers IEfjm

Worse

Percentile Ranks

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric

Q-score I

Worse

Value

N 3

0

N 5.3%

Better

Model-Map Fit Percentile Ranks

I Percentile relative to all EM structures

Value

o 0.336

Better

I Percentile relative to EM structures of similar resolution

Metric ‘Whole archive EM structures Similar EM resolution
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 550 ( 5.80 - 6.80 )

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the map. The red, orange, yellow and green segments of the 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 EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
36%
e
1 A 876 54% 16% - 29%
15%
1 B 876 — 53% 17% . 29%
17%
1 C 876 —— 54% 16% . 29%
1%
1 D 876 — 54% 16% . 29%
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Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
T8%
1 E 876 54% 16% 29%
25%
1 F 876 54% 16% 29%
70%
1 G 876 54% 16% 29%
9%
1 T 876 53% 17% 29%
10%
1 U 876 54% 16% 29%
15%
—
1 AY 876 53% 17% 29%
20%
—
1 W 876 53% 17% 29%
8%
1 X 876 54% 16% 29%
8%
1 Y 876 54% 16% 29%
1%
1 y/ 876 53% 17% 29%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 68446 atoms, of which 0 are
hydrogens and 0 are deuteriums.

In the tables below, 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 ADP-ribosyltransferase binding component.

Mol | Chain | Residues Atoms AltConf | Trace
L A 618 Zggl 3(?71 715\;1 1(?17 1So 0 0
1| B 618 Zggl 3(?71 7151 1(?17 1So 0 0
L C 618 ZZZZI 3(?71 715\;1 1(?17 180 0 0
L Db 618 Zggagl 3(?71 715\;1 1(?17 180 0 0
L] B 618 Zg;?)l 3(?71 715\911 1(?17 1So 0 0
! K 618 Zggl 3(?71 71;]1 1(?17 1So 0 0
L G 618 Zgga; 3(?71 71;]1 1(?17 1So 0 0
LT 618 Z(s);a; 3(?71 71;]1 1(?17 1So 0 0
Ly v 618 Zgg 30071 71;1 1(?17 1So 0 0
LV 618 Zgg;l 3(?71 71;1 1(?17 1So 0 0
L W 618 Zgg;l 3(?71 71;1 1(())17 1So 0 0
L X 618 52?91 3(?71 71;1 1(())17 180 0 0
Ly 618 Zgg;l 30071 7151 10017 180 0 0
L z 618 2(8);?)1 30071 71;1 1(?17 180 0 0



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
atom inclusion in map 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 diamond above a residue indicates a poor fit to the EM map for
this residue (all-atom inclusion < 40%). 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: ADP-ribosyltransferase binding component
36%
Chain A: 54% 16% - 29%

OS> & o o SOe> & oo

2
N

. . . aaa L 2 4 PO OO PPO GO G 900 & O S0

B II
Ao 4 4 2 <*
!D

oo o OO V0000 OO

COPOPPOPO & V00O o0 o0

o
w0 N~

-m- “m-
5] =1

D216
N225
P227
$229
Y230
N233
Y235

w245
K256
5259
N260
E263
5264
N265
D273
A296
T322
$324
A326

V367
$370
N397
Na11
Q425
Q428
1429
1433

©
[}
<]
>

K383

1

¢

M452
1460
P461
D511
S512
E522
E524
S525
R529
T531

IIiii III II

A A e s

SO 00> oo

©O I~

[ ] @ <l‘

© © © © 3 8
== = o 3 =}

COOPPPPPPP P00 0PP P00 0900990990999 90990909090909909999999999999%99%99%9%90990990

© ey o - o - ] <+ Q
~ @D S o o o <3 o o N I
© N~ ~ ~ ~
% [ = = = =

E549
1588
N610

OO COPPP V009000999900 9909099999099 999999999299%9%90 2> o

0

L612
S$630

5
©
(=



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

EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 6

66,0
86.L7T

¢
¢
0 963
¢
¢

T6LN

<>

~ -
~ ©
~ ~
0 =

S9LH

N
©
~
=

T
0
~
=

3]
0
~
=

o
<
~
-

COOP VPP PPPPPPPPPO 9000 VPP PP0O 900909090

|

0 1984

0 6984
8981

0 2984

0 S984
0 %981

0584

0 8¥89

0 S84
0 €84
|

6E8K
8E8N

OO0 OOOO

e Molecule 1: ADP-ribosyltransferase binding component

o =
5~
® ®
pu e

9980

7981

29%

17%

53%

65¢S

95ex

0 [4:1dv}

6%2d

SHTh

0%¢1

SETA

€ETN

0€TA
622Ts

SeeN

972a

(4438

e1ed

1

962V

T62a

79Ts
€924

092N

20Ss

06731

88%D

3

09%1
6S¥T

TSYL

6771

LY¥T

Sv¥S

13

8EVL
€EVT

6CVI
8Tvh

STvd

Ll

LBEN

@ 00O

SEON

3

0€98

LTON
9ZON

¥coa

2191

OTON
609K

COPP O 00O oo
lg
=

83l

6.ST

LS8V

[4citc

6%53

S¥%S51

[474h"

0%sa

TESL

6254

eraciy
j£4ks

[aackc
1281

81SI

C18s
1180

70SS

TTLd
0T,

8048

Y693
€693

26931
1694

069V

§$891

< oo

@ © SO0 O & SO G000

e B A e A .

L]

S6.L)
T6.LN

68LY

98.LIW
981D

T8LL

LLLS

S9.LH

N
©
~
=

> o

) 0
re) 0
~ ~
= =]

8¥.LT

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0608, 602M

wwPDB EM Validation Summary Report

e Molecule 1: ADP-ribosyltransferase binding component

Page 7

0 L€91
“g seu
Y2
65¢s ¢ soed | gzaN | 4 ¢
| & o5 zzsa ¢
9523 T2SL ¢
s N ¢
: | N £
el o e
6v¢d ﬂma o
mﬂms Iwomm Iwmw"
| | z0as M 4290 .
GETA - 1898

OTON
609K

0 €€TN
|

0€CA
622S

18ed

A A A A A e e A A e e o

PO V000000 OOOS

29%
s
-
N

06731

seen
| | )

0 812a
0 9120

L094

L 4

16%
i

@ 000 o

LLVA

i
i

0%sa

TESL

v9zs ¢
mmmm ¢ ous
¢

092N

6254

e Molecule 1: ADP-ribosyltransferase binding component

¢
¢
¢
‘W |
T9%d ¢ “
0971 ¢
[ ] 8841 ¢ i
1571 ¢ D1 191
osn s “- ¢ s )
6971 ¢
O I '
i 0 6.1 0 0
. 8evL ¢
e I I
9zeY
6TY1 0 0
e L S S
¢ s sevd essa ¢
mmﬂ. mﬂﬂ mﬂmm ¢ ¢
m sTEV [ ¢ 0723
= wmm< + mmﬂ “ | 60Lk
L6EN TYSL
£lea 96€R L oTesn ¢
¢
¢
¢
¢

Chain C
-

S¢ss

29%

16%
RLDWIDE
erbDB

O
PROTEIN DATA BANK

W

54%

11%

Chain D:



EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 8

9CEV

vees

i’iOO

2ceL

962V

1

€Lea

¥oTs
€923

092N
65CS

3

* 0o o

6771

S¥¥S

LBEN
96€X

0.Lgs

0 89€b

-~ o d

¢

h
&

0790

LESL

A 4

v2oa

2191

0TON

OO OOSO 00 o o

8851

LSSV

{4k

6753

SPST

TYSL

0%Sa

TESL

OO0 & o o

6254

§2ss
vesa

¢

YTLL

ceLd

TTL4

~
[}
©
B

¥891

7898
089L

PO VOO POPOGSO O o0

2]
w
~
=

8.9d

L 2 2 2 2

0L9A

€991

LG94

6794

> @

L 4
~
par
0
[=]

9%9s

0 %189

01871

L0832
908A
5084
7084
€083

66.0
86.L7T

S6.LY
P6.LN

68.LY

98LH
S8.LD

T8LL

LLLS

@ 0O oo

S9LH

CILW

ADP-ribosyltransferase bind

18%

SGLI

8ELI

0ELL

0 1281

0481

9980

ing componen

S¥8A

€784
81

6E8A
8E8N

L 4

ve8d

L 4

828K

4k
r4s)s

0281

e Molecule 1

8181

t

29%

16%

54%

Chain E

> S

Sven

LETT

SETA

€ETN

i

0€TA
62CS

Lz2d

SeeN

0 8120
o=
0 91za

0 89€b
0 L9€EA

. 4

0 9zeV

443

.2 4

(4438

962YV

v9cs
€923

092N
65¢CS

952y

C1ss
1180

0SS

20SS

L 4

9671

OO0

0673

88%D

3

LLYA

<> SO

O

TSYL

6%¥1

S¥¥S

8EYL
€ev1

6CV1
8zHh

Eta4]

LBEN
96€X

LIEL

¢

0 0.€s
#/ esen |

R LDWIDE

erbDeBe

PROTEIN DATA BANK

W



EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 9

==

¥2oa

i

OO POPOSO V00000

@ 0O V000000000

C1971

0 OTON

609

1094

@® 009000 O o

88SI

7831

>

0 6151
1SSV
2553
6%

SPST

¢

(47418

0%Sa

o o d

COPPPPPPPPPO VPP PPPPPPOGO & 9000 o o

TESL

6294

2SS
vcsa

[aacrc
T2SL

81SI

S89I
7891

7898
089L

8.9d

9.L9%

V.94

-

<>

PXXXXS
£

0L9A

€991

LS9

@ 0o

679%

790

L

0790

LESL

SEIN

0€9S

LTON
9ZON

SGLI

®
re)
~
=

8.1

8ELI

YCLL

ceLd

o
=
~
5]

>
e Molecule 1: ADP-ribosyltransferase binding component

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

Eigdy

LETT

SETA

€ETN

N
()]
o~
.
X
[te]
~—
N
<
n
¥92Zs
€923
‘H
m/” 09ZN
o~ 6SCS
1
98T
¢
. ¢
P ¢
= ¢
= ¢
<=
O ¢

¢

T9%d
09%I

TSTL

67¥1

S¥¥S

t

o

8EVL
€EYT

6CVI
8zHh

STvd

{44729

>

LBEN
96€X

< <
i

PO VOO0 P00O o o

1

COOPPPPPO V0000900 OO o o

0LeS

0 89¢ed

0 L9EA

oy

[4cscs

6754
S5

{4701

0vSa

TESL

&> oo

6254

S¢ss
Yzsa

i

[aackc
1251

i

81SI

C18s
T18d

%0SS

20Ss

9671

06731

88%D

@ SO0

3

LLYN

< <&

LTON
9TON

¥29oa

21971

0 OTON

609N

094

88SI

<
©
T}
=

A & 4

0 6LST
¢

OO PPPPPPPO0PO0O0O0OOOOOS

<&
0
s
©
=

Sy
©
©
et

.o d

€991

L8993

6794

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 10

SO0 oo

S9.H

CILN

<> oo

GSLI

@ 0O V0009090000 OO
S-
5

€SLA

8ELI

o
™
~
=

<
N
~
>

N
N
~
=

COOPPPPPPOO 0000000

T1Ld
0 or.d
¢ cou
0 80.LS
¢ o

0584

8%8D

G784

€784

6E8K
8€8N

0 1281
0 0281
|
0 9980
[

7981

1984

6584
8681
L8834

0 G98&

S8l

e Molecule 1: ADP-ribosyltransferase binding component

40%

29%

16%

54%

Chain G:

0 Eizdl)

¢

0 SETA
§
0 €€
4

0ETA

0 62TS
o

,2td

SeeN

812a

SO O 90O & 00O o

L o

912a

962y

€.L2d

< <&

¥9cs
€923

>

092N
65CS

9GTH

OO0 oe o

oy

8EWL

eV

o

62V1

¢

96€X

N~ o
© © ~
M o ]
= o 0

OO & o

6294

T2SL

¢
0 {44kt
¢

T180

0SS

COPPPPPP 90 & VPP PPPPP0 9909909000900 0

<
fB
E

COOPP & & VP09 9999099999999 990990990990999999999599999599999%99%99%9%9990

2088

v s

LLYVN

@ 000 o

T9%d
09%1

>

TSTL

@ VOO PP0P0P0OSO SO0

- o
o S
w w0
= =]

6%PT

S¥PS

@
IS
s
H

Y851

6.SI

o
o)
0
&)

6794

SP91

{47400

LG94

6793

7790

0%9b

0€9S

LZON
9TON

¥zoa

2191

OTON
609N

L094

]
N
~
m

G891
891

7898

o
<
©
=

COPPPPPPPPP VP00 PP PP PP PPPP PPV PIPPG 99090 990999990 299999090 9

COOPPPPPPPPP0P0P0P P00 0000900900999 P0P90909090909090900%%%9%90

o o

€997

T8LL

LLLS

S9/H

3]
©
~
=

o [} © o0 wn
o I < w w
~ ~ ~ ~ ~
= [ A = H

¥TLL

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 11

e Molecule 1: ADP-ribosyltransferase binding component

9%

29%

17%

53%

Chain T:

99ex

1

SveM

0%21

L€TT

SETA

€ETN

0ETA
62CS

Leed

SeeN

0 812a

<>
: III
—
I
a

9zEY

Yzes

(44580

962V

T620

€8¢y

¥9zs
€924

092N
65CS

1150

6050

S0Sa
70SS

20Ss

9671

767D

>

0673

88%D

1871

LLYN

T9%d
09%1

€57

TSYL

6771

LYPT

S¥¥S
8EVL
€EVT

6CVI
8Tvh

E147]
(44743

TI9N

+

L6EN
96€X

3

0LES

89€b
L9EA

OQiQO

¢

%

0%9b

LE9L

SEIN

3

0€98

9ZON

v2oa

2191

0TON
609N

1094

s

8851

¥8SL

6.SI

LSSV

[4sicics

6%53

S¥S1

{47408

0%Sa

8€4d

TESL

6294

S¢ss
vcsa

ccsd
T2SL

C1ss

8ELI

0ELL

YTLL

i

ccla

L4
07,3

804LS

o & &

L69K

Y
76934

0 €691

0 T69%
0 069V

S891
%891

189S
089L

8.9d

9.9%

@ COPPPPO0OOO o0

YL9%
0L9A
€991

LG9
9991

0 6993
|
0 fach

0Z8L

8181
1180

¥18D

OO OO

0781

1084
908A
5084
7084
€08%1

66.0
86.LT

S6.LY
Y6.LN

i
i

e Molecule 1: ADP-ribosyltransferase binding component

68.LV

98.LKH
S8.LD

T8LL

¢

.o 2

0 LL18
¢

S9LH

CILW

2] 0
0 )
~ ~
=4 L=l

S e <

0 1.81

04871

0 9980

7981

T98&

63984
8981
18983

0 §984
0 981
|

0584

8%8D

Ei4°78

€784

0 %81

6E8A
8€8N

e8h

88X

jacxce
€28)

10%

29%

16%

54%

Chain U:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 12

0 0LES

092N OI 0vsa
0 89¢€b
0 L9€EA

69CS -
- TESL
9501 T
- 6234
[4:14:} -
- §2Tss
6vzd vesa
[] [ eean |
ShTM ¢esd
- T2SL
as |
o B
-lWMMmt- hﬂmm
ez 1150
[] otar |
0ETA 60Sd
62¢S -
- 90SA
qzTN S0Sa
- 703
0 872a | gosn
2¢0Ss
SR 1
97cd 9671

L 2 4

067X

88%D

3

LLYA

TSHL

L]

6771

Sv¥S

8EVL

€EVT

62VI
8Tvh

STvd

TT9N

LBEN
96€X

3

¢

8.9d

9,94

Y195
0L9A
€991

LG9

679%

7790

&> o0

0%9d

LE9L

SEON

3

"

0€98

9ZON

¥coa

2191

OTON
609K

™

L094

8851

%83l

6.ST

LS8y

[4cikc

6754

S%S1

[47h"

<  © SO

S9.H

COLN

COOPPOPOOSO SO0

@ T}
re) re)
~ ~
= H

8ELI

0ELL

YTLL

ccld

TTLd
0T,

8048

0 L69A
|

7693
€694

0 1693
0 069V

OO0 O OO0

7891

1898

0 0891

i4°78

£%8Y4

6E8K
8€8N

e8h

<>

68LY

98.LIW

T8LL

LLLS

t

mg componen

ADP-ribosyltransferase bind

15%

e Molecule 1

29%

17%

53%

Chain V

0 [4:140]
¢

i

6¥cd

svem

0%2T

L€CT

SETA

€ETN

0€TA
62CS

pX44s

SN

812a

0 912a

9CEY

2 2 2

vzes

2ceL

962V

T62d

0 062y

€Lea

¥9cs
€923

092N
65CS

96T

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 13

2188
1180

70SS
20ss

96¥1

0 3640

767D

0673

88%D

3

LLYN

T9%d
09%1

TSHL

o o o 2

6771
8vvY

S¥¥S

8EVL

€EVT
CEYN

6CV1
8zib

Eta]

(44728

L6EN
96€X

0 89€b
0 L9EA

L€9L
¢

¢

¢

0 0€9s
¢

LTON
9TON

vcoa

L 2 4

2191

0TON
609N

094

88SI

78SL

6.LSI

LSSV

[4cieict

6753

S%91

Z¥SL

0%Sa

i

TESL

6294

§Css
vcsa

cesa
T2SL

81SI

COPPPOPSO 00O S0

114

9,94

COOPPPPPPPO G090 90 V90990990 9909090090900

vL9%

S6.LY

>

Tv8T

6E8A
8E8N

§€8d

8T8X

i acxe

0
0
~
H

29%

17%

53%

20%

=)
]
]
=
]
o
g
o]
(5]
0
=
<
=
o]
O
n
<
—
<
w0
=
<
~
=
>
w0
o
=
i
ol
A
<
K
=
=}
(]
=
=
[

Chain W:

o=

< & <&

sveh

SETA

0 €€TN

0€TA
62CS

STeN

> <

0 81ed
¢
0 91za

0 9zeY

Yzes

Ii

2ceL

0 962y

1620

S9N
¥9gs
€923
2921

09zN
69CS

99¢)

o=

@ & oo

8851
«ﬂma
0-
¢
¢
¢ ous1
¢
¢
¢
¢
¢
¢
¢
138y
|

[4ciskcy

i

6%Sa

-

0 SS9

C o

{47418

e

0 0%sa

t

€380

@ o o

TESL

6294

STss
vcsa

c¢esa
T2SL

81SI

<>

PO VOO OOO G000 o

Lo R 2 2 2 2 & 2

@ & oo

<
N
©0
=]

0L9A

3

€991

LG9

679

9798

falil

0790

LEIL

R LDWIDE

SEIN

0€9S

LTON
9TON

2191

0TON
609N

094

O

erbDeBe

PROTEIN DATA BANK

W



EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 14

8€LI

0€LL

h oo o o o BB 4 2

oo o o & 2 4

e

~
o
©
>

@ S0 oOoOoO

769%
€693
2694
T69%
069V

7891

-
0
©
©n

0891

8.9d

e o a2 o BB J 4 o e e e e e A L e g

9.9

i
@ CO0OO00OOOO

YL9K

& 4

< <

<&

8181
1180

718D

99,3

0
©
~
==}

CTILN

-

0
wn
~
i

™
w
~
=

0 12871

0481

9980

7981

-
“
©
i

6584
8681
1884

SG84

0 %981

o

0§83

OiO

8¥%8D

984
S¥8X

€784
81

6E8K
8E8N

vesh

8284

veed
€283

i

e Molecule 1: ADP-ribosyltransferase binding component

0281

29%

16%

54%

8%

Chain X: —

65CS

98Ty

zszh

6vcd

sveh

SETA

€ECTN

0E€TA
62CS

pX44:s

STTh

912a

¢

¢
L/

A2 2 2
I8 8§
o el =

0LeS

89¢D
L9EA

cTeL

962y

¥9zs
€923

092N

TVSL

0%sa

TESL

6254

§ess
(4K

faa=xc
T2SL

81SI

[
1180

7058

0SS

€57

TSPL

6771
S¥¥S
8EVL
eV

6271
8z

Eta 4]

Ll

L6EN
96€X

8.9d

9.9
VL9K
0497
€991

LS9

¢

679

0 y90

0%9b

LE9L

SEIN

0€9S

LTON
9ZIN

v2oa

2191

t

OTON
609N

1094

> @

8851

7831

18350

6.SI

LSSV

[4sicics

6%

S¥ST

<>

S9.H

i

CTILN

@ 000000 GO0

@ 0
0 0
~ ~
= =]

8ELI

0E€LL

< <&

YTLL

[4as

TTLd
(o) Phc

8048

1

0 169K
|

V693
€693

1693
069Y

9891
891

189S

’ 089L

878D

S784

€784

0 [44:81

6€84
8€8N

esd

> S

e Molecule 1: ADP-ribosyltransferase binding component

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 15

29%

16%

54%

8%

Chain Y

sveh

0¥%TT

SETA

€ETN

0€TK
62CS

Lg2d

SeeN

81cd

0 89¢ed 0bsa

TESL

6254

§2ss
vcsa

s
T2SL

81GI

2188
1180

0SS

20ss

96%1

0673

88%D

3

LLVY

T9%d
09%I

TSPL

L]

6%¥T
Sv¥s
8EVL
ey

62V1
8zHvh

Eta 4]

LBEN

e

oS ¢ ous

6s2S | e9ga

9%9S

0 59

0%9b

LEIL

SEON

3

0€98

LTON
9ZON

¥29a

2191

OTON
609

094

8851

%831

6.ST

LSSY

[4:ikc

6%53

S%S1

(470"

C9LH

OO OOO0O OO

o w
w w
~ ~
- =]

>

8€LI

o
o
~
=

YTLL

[k

TTL4
01,3

80.LS

< & <&

0 1694
|

Y69
€694

0 1693
0 069Y

S891
7891

189S

0 0891

8.9d

9.9

0584

8%8D

9¥%84
S784

€784

0 ZH81

6E8K
8E8N

e8h

8C8A

veed
€T81

i

0Z8L

8181
1180

718D

o o o o & 4

0181
1084
908A
5084
7084

66.0
86.LT

S6.LY

68LY

98LN
S8.LD

T8LL

LLLS

oo o & & 4

S9LH

T.L871
04871

0 9980

i

e
©
0
=

i

T98%

6584
859871
L58)

0 G98R

7581

e Molecule 1

t

mg componen

ADP-ribosyltransferase bind

29%

17%

53%

11%

Chain Z

092N
65¢CS

952y

€52D

4

SETA

€ETN

0€TX
6228

1g2d

§geN

812d

912a

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0608, 602M

wwPDB EM Validation Summary Report

Page 16

0 69€a

0 89¢€b

0 L9€EA

9zey

veces

A 4 4 4 4

eeelL

962YV

€82

eraciy
44k

cesd
T2SL

81SI

C1ss
1180

0SS

20Ss

9671

>

06731

88%D

LIV

T9%d
09%I

9S8¥S

TSHL

6771

9vd
Sv¥S

0vvd

8EVL
€EVT

6CVI
8Tvh

STvd

{0728

LBEN
96€X

TLED

+n

0LeS

0%9b

LEIL

LTON

8851

6.ST

LSSV
[4ckckcs
6%54
S%91

{47409

0 ovsa

LESA

TE€SL

OO0 o

6254

YTLL

cecld

> S

TTLd
07,3

8048

&> &
<]
>

~
[
©
>

COPPPPPO0OGOO SO0

9891
%891

1898
0891

OiOO

e e e A o
@
J
=

8.9d

9.9%

8181
1180

0 %189

66.0
86.LT

S6.LY

LLLS

¢
¢
¢
¢

o o o 4

0 1281

04871

9980

7981

T98%

6584
859871
L88)

’ 9984

758l

0584

0 8¥89

S¥8X

€784
cv8T

<&

6€84
8E8N

€80

3

828k

veed
€81

0Z8L

O

R LDWIDE
PROTEIN DATA BANK

W



Page 17

wwPDB EM Validation Summary Report

EMD-0608, 602M

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C7 Depositor
Number of particles used 13266 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e‘/A2) 110.1 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 20.781 Depositor
Minimum map value -10.302 Depositor
Average map value 0.022 Depositor
Map value standard deviation 0.890 Depositor
Recommended contour level 4 Depositor
Map size (A) 362.5, 362.5, 362.5 wwPDB
Map dimensions 250, 250, 250 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.45, 1.45, 1.45 Depositor
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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 | py1a71 4171 <5 | RMSZ | #]2] 5
1 A 0.21 0/4980 0.50 0/6753

1 B 0.21 0/4980 0.50 0/6753

1 C 0.21 0/4980 0.50 0/6753

1 D 0.21 0/4980 0.50 0/6753

1 E 0.21 0/4980 0.50 0/6753

1 F 0.21 0/4980 0.50 0/6753

1 G 0.21 0/4980 0.50 0/6753

1 T 0.21 0/4980 0.50 0/6753

1 U 0.21 0/4980 0.50 0/6753

1 \Y 0.21 0/4980 0.50 0/6753

1 W 0.21 0/4980 0.50 0/6753

1 X 0.21 0/4980 0.50 0/6753

1 Y 0.21 0/4980 0.49 0/6753

1 Z 0.21 0/4980 0.50 0/6753

All All 0.21 | 0/69720 | 0.50 | 0/94542

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
1 B 0 1
1 C 0 1
1 D 0 1
1 E 0 1
1 F 0 1
1 G 0 1
1 T 0 1
1 U 0 1
1 \Y 0 1
1 W 0 1

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
1 X 0 1
1 Y 0 1
1 Z 0 1

All All 0 14

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

5 of 14 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 864 | THR | Peptide
1 B 864 | THR | Peptide
1 C 864 | THR | Peptide
1 D 864 | THR | Peptide
1 E 864 | THR | 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 4889 0 4756 80 0
1 B 4889 0 4756 83 0
1 C 4889 0 4756 79 0
1 D 4889 0 4756 77 0
1 E 4889 0 4756 74 0
1 F 4889 0 4756 75 0
1 G 4889 0 4756 75 0
1 T 4889 0 4756 89 0
1 U 4889 0 4756 79 0
1 \Y 4889 0 4756 89 0
1 W 4889 0 4756 89 0
1 X 4889 0 4756 76 0
1 Y 4889 0 4756 79 0
1 Z 4889 0 4756 87 0

All All 68446 0 66584 1091 0



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#close_contacts
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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 8.

The worst 5 of 1091 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:A:411:ASN:HD21 1:B:447:LEU:HA 1.50 0.74
1:A:262:LEU:HD22 | 1:B:240:LEU:HD13 1.70 0.74
1:T:411:ASN:ND2 1:7:446:PRO:O 2.20 0.74
1:V:494:GLY:O 1:W:265:ASN:ND2 2.28 0.67
1:Y:290:ARG:NH2 | 1:Z:537:ASP:0OD2 2.28 0.66

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 PDB entries followed by that with respect to all EM
entries.

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 614/876 (70%) | 550 (90%) | 64 (10%) 0 |
1 B 614/876 (70%) | 549 (89%) | 65 (11%) 0 100 ] [100]
1 C 614/876 (70%) | 550 (90%) | 64 (10%) 0 100 | 100]
1 D 614/876 (70%) | 549 (89%) | 65 (11%) 0 100 [ 100]
1 E 614/876 (T0%) | 549 (89%) | 65 (11%) 0 100 ] [100]
1 F 614/876 (70%) | 550 (90%) | 64 (10%) 0 |
1 a 614/876 (70%) | 550 (90%) | 64 (10%) 0 100 ] [100]
1 T 614/876 (70%) | 551 (90%) | 63 (10%) 0 100 [ 100]
1 U 614/876 (T0%) | 548 (89%) | 66 (11%) 0 100 ] [ 100]
1 v 614/876 (T0%) | 549 (89%) | 65 (11%) 0 100 ] [100]
1 W | 614/876 (70%) | 549 (89%) | 65 (11%) 0 100 [ 100}
1 X 614/876 (70%) | 550 (90%) | 64 (10%) 0

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

1 % 614/876 (T0%) | 547 (89%) | 67 (11%) 0 100 ] [100]
1 Z 614/876 (70%) | 551 (90%) | 63 (10%) 0 |
All | All | 8596/12264 (70%) | 7692 (90%) | 904 (10%) 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 PDB entries followed by that with respect to all EM
entries.

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 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 B 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 C 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 D 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 E 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 F 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 G 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 T 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 U 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 \Y 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 W 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 X 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 Y 550/790 (70%) 521 (95%) | 29 (5%) 20 41
1 Z 550/790 (70%) 521 (95%) | 29 (5%) 20 41

All All 7700/11060 (70%) | 7294 (95%) | 406 (5%) 22 41

5 of 406 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 T 847 THR

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

Mol | Chain | Res | Type
1 \Y 755 ILE
1 Z 726 ILE
1 U 407 THR
1 U 847 THR

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 140
such sidechains are listed below:

Mol | Chain | Res | Type
1 X 523 ASN
1 Y 265 ASN
1 Z 265 ASN
1 E 523 ASN
1 E 427 ASN

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 oligosaccharides 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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-0608. These allow visual inspection
of the internal detail of the map and identification of artifacts.

No raw map or half-maps were deposited for this entry and therefore no images, graphs, etc.
pertaining to the raw map can be shown.

6.1 Orthogonal projections (i)

6.1.1 Primary map

The images above show the map projected in three orthogonal directions.

6.2 Central slices (i)

6.2.1 Primary map

X Index: 125 Y Index: 125 7 Index: 125

WORLDWIDE

PROTEIN DATA BANK
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The images above show central slices of the map in three orthogonal directions.

6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 119 Y Index: 116 7 Index: 196

The images above show the largest variance slices of the map in three orthogonal directions.

6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.

(3)
‘c
U-
L


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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6.5 Orthogonal surface views (i)

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 4.0.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.6 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
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7 Map analysis (i)

This section contains the results of statistical analysis of the map.

7.1 Map-value distribution (i)

Map-value distribution

4 — Voxel count

Recommended contour
level 4

Voxel count (logl0)

I
—-10 -5 0 5 10 15 20
Map value

The map-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarithmic.
A spike in this graph at zero usually indicates that the volume has been masked.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
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7.2  Volume estimate (i)

Volume estimate

50000

40000 A
“E 30000 -
= — \olume
v Recommended contour
g level 4
g 20000 -~

10000 -

D T T -I_ I I I

T
=10 -5 0 5 10 15 20
Contour level

The volume at the recommended contour level is 481 nm?; this corresponds to an approximate
mass of 434 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

4 -

=)
% 2
° —— Primary map RAPS
= Reported resolution
‘@ 6.30 A+
@
g 97

_2 .

0.00 0.05 0.10 015 0.20 0.25 0.30 0.35
Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.159 A1
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8 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D

FSC

— Author-provided F5C
0.143

—— 05

== Half-bit
Reported resolution
6.30 A+

Correlation

_{:}.2 T T T T T T T
0.00 0.05 0.10 015 020 0.25 0.30 0.35

Spatial frequency (41

*Reported resolution corresponds to spatial frequency of 0.159 At
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8.2 Resolution estimates (i)

Estimation criterion (FSC cut-off)

Resolution estimate (A)

0.143 | 0.5 Half-bit
Reported by author 6.30 - -
Author-provided FSC curve | 6.16 | 7.84 6.54
Unmasked-calculated™* - - -

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#resolution_estimates
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-0608 and PDB
model 602M. Per-residue inclusion information can be found in section 3 on page 5.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 4.0 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
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9.2 Q-score mapped to coordinate model (i)

1.0

0.0
M <0.0

The images above show the model with each residue coloured according its QQ-score. This shows
their resolvability in the map with higher Q-score values reflecting better resolvability. Please
note: Q-score is calculating the resolvability of atoms, and thus high values are only expected at
resolutions at which atoms can be resolved. Low Q-score values may therefore be expected for
many entries.

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (4).


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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9.4 Atom inclusion (i)

Atom inclusion
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At the recommended contour level, 75% of all backbone atoms, 61% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (4) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.6080 . 0.3360
A . 0.3840 . (0.2940
B B 0.6200 . 0.3640
C  0.5950 . (0.3620
D w 0.6620 . (0.3650
E B 0.5760 . 0.3610
F B 0.4840 . 0.3590
G . (0.3470 . 0.3280
T 0.7190 . 0.3360
U 0.7170 . 0.3370
\Y  0.6410 . 0.3180
W  0.5710 . 0.2390
X 0.7520 . 0.3530
Y 0.7490 . 0.3480
Z e 0.6910 . 0.3410

1.0

0.0
W <0.0
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