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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.dev43
MolProbity : 4.02b-467
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : 1.9.9
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.31.2


https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#references
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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 4.53 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
Clashscore I - 3
Ramachandran outliers I 0
Sidechain outliers I 0 0.3%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

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
2%
1 A 876 62% 13% 25%
2%
1 B 876 58% 17% 25%
T1%
1 C 876 60% 15% 25%
2%
1 D 876 61% 14% 25%
9%
1 E 876 60% 15% 25%
2%
1 F 876 61% 14% 25%
10%
1 G 76 60% 15% 25%
2%
1 H 876 63% 12% 25%

Continued on next page...
W O RLDWIDE
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Continued from previous page...

Mol | Chain | Length Quality of chain

T0%

1 I 876 61% 14% 25%
1%

1 J 876 58% 18% 25%
0%

1 K 876 61% 14% 25%

13%

1 L 876 56% 19% 25%
0%

1 M 876 61% 14% 25%
1%

1 V4 876 61% 14% 25%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 72637 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 659 Eigg 32054 8114 1(%8 1So 0 0
1| B 659 E(ist)a(sl 32(534 8114 1(%8 1So 0 0
L C 658 ?EZZI 32043 8112 1(%7 180 0 0
L Db 659 ?TZZI 32054 8124 1(%8 1So 0 0
L] B 658 E(igl 32043 8122 15?37 1So 0 0
! K 659 E(iga(sl 32054 8124 1(?88 1So 0 0
L G 658 rg(i;azl 32(313 811\1]2 1(%7 1So 0 0
1| H 059 gig%l 32054 8124 1(%8 1So 0 0
L ! 658 rg(ig 32043 8122 1(%7 1So 0 0
L J 659 5%361 32054 8124 1(%8 1So 0 0
L | k 658 g(ig;l 32(213 8122 1(%7 1So 0 0
L L 659 g(ig%l 32C54 8124 1(%8 1So 0 0
L) M 658 g(igl 32043 8122 10087 180 0 0
L z 657 rg(l)%l 3QC38 8121 1(%4 180 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

12%

. I
Chain A: 62% 13% 25%

e Molecule 1: ADP-ribosyltransferase binding component
12%
ChainB: T 58% 17% 25%



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

EMD-0610, 6020

wwPDB EM Validation Summary Report

Page 6

LYEN

vees

Tzed

81€d

0T€S

90€X

762

z6cd
1620

082S

9.LTH

02sa

8T1SI

9188
STSV

C1Ss
1180
0TSI

S0Sd

€0SM

18vd

LLYY

3

LS¥%S
98%S

4121}

0 €991
¢

099N

L

SOOe> & oo

7591

TSON

=]
<
©
x

©
o0
©
=

YEON

COPO VOO 0O O 9000000

7290

i
COPOPPO 00O 6O o0

2e9d
919d

0TON
609N

0 L09¥

€09A
2O9N

S6ST

88SI
L8S)

0 585Y

783SL

oo

8€LI
veLa
TELL

0g€LL
62LD

el
TCLI

0TLN
6TLS

8T.LS

YILL
€TLL

>

60L&
80.LS
0.4
904

. 4

8691
L69K

2
0
©
53

L89%
989A

4

8.9d

o 2

+

COPOPPPPP0O0O0O0O0OSO o0

i

€190
TL9S
TL94
0L9A

L99%
999X

TH8N

8€8N
LEBL

€E8N
Tzed
8181
S184

608L
808Y

S084
86.L7T
S6.4
06.d
€8L1

08.LN

CYLN

6ELL

e Molecule 1: ADP-ribosyltransferase binding component

11%

25%

15%

60%

Chain C:

< <

SO0 &

86¢d

€8ey

(kAN
692¢a

992N
¥9¢s

99¢x

T62d

JAIA
9ETL

vecd

D E

O

R L DWI
PROTEIN DATA BANK

W



EMD-0610, 6020

wwPDB EM Validation Summary Report

Page 7

TIPN
0Tl
60%.L

LO%L

TO%V

S6EX
76ed

2BEN

L8EY

T

o o

9.LEN
SLEM
v.LeS

>

L9EA

E9EN

¢

H

3

GGEL
YSEL

TSEN

i

THEN
0 THEA
|

9EEL

L

LTeL

3

61€D
81ed

Ao o o 2 o o d

Y1€H

cTeN
T1€L
o1es

20en

[4sicics

PESN

6050

0SS

z87h

3

9L¥I

T9%d

LS%S

o &

05PN

8YHV

9vvd
Yvy1
0vvd
TEYN
8zHh

Et44]

€TV

8T¥L

>

S.L9S

SG9%

TSON
0591

€TLI

OO 0O & o0 o

YTLL

(49

90.L%

Y0LA

8691

€693
2694

-
Lo
©
3

]
<]
©
=1

@ OO0 0OSO o o

OO 0O & O O oo

9980

€981
298Y

¢

+

084

5084

¢

TS.d

e Molecule 1: ADP-ribosyltransferase binding component

12%

25%

14%

61%

Chain D:

< <

692a

092N
65CS
8GCA

1}
1

8ETH

0 €€TN

v1ss

T18d

S0Sa

e & ©

LLVN

897y
TSPL

LYY

€evT

8zvh

Et4 4]

€TVA

08€s

0LES

L9EA

voes
€9eN

6GEH

g€eed

0EES

LTEL

vzes

Y1eH

+n

[44°kS
TZON
979d
€791

609K

i

9094

0 869}

1650

i

69T

¢/ veal |
0 €693

6893

1893
98SN

7831

285a
1850

o OO

6G9%

[4sisics

L%SI
9%SL

Akl
€%9d

i

PO & & 9000 G000

SEST

€E9N

6254
875y

vzsa

T2sL

STSV

9.L9%
G198

€L9D

1,94

o
<
©
o

9EIN

LTON

¥2oa

A e

6ELL
9€LT

CTELA

0€LL

LTLD

SCLT

0 €TLI

g m

0 61.S

€TLL

80.LS

1024
903

0 €0LD

@ 0O & oo

D E

O

R L DWI
PROTEIN DATA BANK

W



EMD-0610, 6020

wwPDB EM Validation Summary Report

Page 8

L

(49 TT9N
0T¥L

00EA | |
| e6c1 | 10vY ot

0 By
e ‘=
] |
e qTSV 1590
= ] $138 [ |
[] BEET mmmH «mﬁ_
€621 | ssek
[] R $08S zz9d
1824 [ | TZON
] ¢ T0SN [ |
aszd 919d
| oges ¢ Iiwx
[AAR 66T
1 Cwm ¢ i
o 692a T
2 1 * 609K
198a ~ g9eN | ouen | 8099
] [ qLEM -
0981 092N v.Le8 -
6584 6525 [ |
] i SR £8vA
298I Tsed 01 0*
158N = [ | -
- m o hmwn wmmm 8L¥%1 m
1781 X
[ | m a Leel gsel ¢ m
1681 3, 9gzl 9eL 2,
wmwx m 0 0 0 m
gesN Q I
) © ¢ N ¢ S
mam 2 o ¢ =
€284 Alu. ¢ oEn Mwwm_ ..m
] = THEA 1 — =
mmﬂ ) 01 1578 8
95%S
a184 L LY G574 2
mﬂm._. m | ogel «m% ¢ m
agen
[ | < ¢ N
L = | | 6vv1 =
z - Lzel 2
i & S 1 of 3
861 — © TCeN [442 =
] = \ ¢ =
6L =, ¢ Lo ¢ =,
] 2 M omi 2
06.d
] ) ¢ zevn ¢ =
€8L1 i ¢ TEVN ¢ 5
= S $ o
0* ADn “ ¢ szwh “ ADn
| | [ |
SLIN N ¢ 8TV
] — & —
2oL O LOg1 ¢ ¢ O
—_— —_
= =
I O
2 [ew =
o @)
= =
[ [ ]

oo o
Chain E:

25%

14%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

61%

12%

Chain F:



EMD-0610, 6020

wwPDB EM Validation Summary Report

Page 9

¢
¢
1898 “
I = e -
omwz ¢ 819d N [ ] i 289N
| Luea zEWN 189S
I o 4 - i gl
¢ o ¢ 0 OI 6621 “ 1190 L. “ 61971
719K | sld |
4 0 0 €199 0 0 1 0 ovsa —
6525 ¢ | 8eLT 807d ol [ouon |
| sseA wwwm ¢ 6994 1818 €621 | wmmm 5198
: 96ER P19k
150 3 M I LN e Ceesy i
L% ¢ agq1
e 9.%1 ddu PESN Teed
e ¢ ¢ ¢ i ¢ . i
0 1 0 mﬂmx 9921 1 omm;
188V
wmﬁ 6571 ¢ sss ¢ by ﬁ I e 2SI
$| sean ¢ oo ¢ - izl { ¢ mﬂmz wmﬁ
mmﬁ_ \.mﬁ ¢ oﬂuz 0. [ 9993
reoa 1991 § e 692 aaen 8151 7991
8eea oms_ Cwe 6ET mmﬁ 0r
i Lov1 ¢ cea ¢ - ¢ 7788 0997
umg i zzLa = el ¢ e1a1 ¢
6121 hy1 S99 ¢ 1583 m m/” M
¢ [ ] ¢ ¢ [] g a N L9EA ¢
3%7 ¢ 0 nmﬁ o, ¢ S9€l ¢
ovbd
¢ o | N ¢ 1681 m ¢ oes 5799
¢ ¢ & ¢ S ¢ £0GM ¢
: i 6 ¢ ¢ 4
o0 s g
mﬂ«a ¢ ¢ s sgel N ow) oﬂoa
i 184 A= ¢ 191
L&) ¢ 1 o ¢ Teon 989N
mﬂg 0 mmw.ﬁ L 0 0 06%3
0 PEIN
oﬂmz o = | €€9S
1 0 0 B6LN fm 0 FME TEOM
i w 2 oo ol
«- 0esh ¢ | RT. i ﬁmﬁ. ﬂox
09€L 6254 gt > ¢ &= 8973
] | geed ¢ 0. n ooy oToN
=} = ' [ |
wmm_._ ¢ \.“mm “ SLIN = EEeN ¢ 4094
L0€T 0 £TSN | m._.. [ | E9VN uﬂwz
i zesa A [al} 6ZEN gov1 | 1
omﬂ, =E ¢ oo & | seel | T9%d ¢ sssu
0 €621 i 0 A ° 0 8L | 0 1650
)
0 SISV X 83%Y
ﬂ viss 1511 209 ¢ 1578 ¢ osss
9691
L e S oW o
a8e1 i = ..
ﬁﬂmm 505Q “ 5 O ¢ 6vY1 ¢ usE
mmuw ¢ M Mﬂa ¢ M ¢
692a ¢ ¢ ° O 20EA 035V

D E

R L DWI

O

erbDeBe

PROTEIN DATA BANK

W



EMD-0610, 6020

wwPDB EM Validation Summary Report

Page 10

TLLT

+

COOOOOOS> O o

Y5
€SLA

YyLL

TYLN

TELA

0 T€LL
¢ ey
0 62.LD

€TLI
ecLa

b & 4

YILL

8048

S0LL
Y0LA

TL8A

6984
8984

€981

098I
65984

0 S984
S84
8181

§184
718D

0181

808Y

908A
S084

86.LT

S6.LY
V6LN

(4]
T6LL

T8LL

t

e Molecule 1: ADP-ribosyltransferase binding component

12%

25%

12%

63%

Chain H:

S > & ©

€923

092N
65CS

LSTK
95T

108
6%cd
SvCh
0veT

6€2a
8ETH

9€TL

vees

CEEL

0EES

8CEL

6621

Ll

6920

i

e & 0000 o

988V

0854
6.ST

L.53

€.S3

0.5d

S9SX

ks

6294

pRacics

8.9d

S.98
YL9K

0 €199

0L9A
6994

999X

S99N

7591
€593

[}
by
©
B~

Toa

COO © & VPP PPPPPO & O 9909000 9CO & O O O o0 o

o ™
[\ S} ®
© © ©
[=BN=] 172}

TZoN

979d

@ COPPPPO & 90 G & & 9O 99000

T1o%
€791
19T

o

4
0
~
£

0ovLa
6ELL
8€LI

A 4

i‘

YCLL

© =)
< I
Z o
X =

90.LY%

0,81
| e98d X
8984 Q
6984 .m
8481 D .
[ | = BN
581 @] S
| easH N
zas1 =
| o)
a8k )
| 20
1881 =
988y =
=
=t
¢ i
e}
szen @
n
| <
0z8L =
e o
8181 N
1 5 S
LE ~
— ©
| | +>
—
608L =
1 &
s0gu
| =
mmS n
a6.3 B
i A
06.d <
.. x
¢ )
—
[}
—
¢ = ..
% —
M S g
¢ = &
=
¢ ° O

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0610, 6020

wwPDB EM Validation Summary Report

Page 11

8.CS

9.2

YLTA

LTl

6920

L

S9TN

29C1

¥Zea

0zza

SO0

Teey

98€S

0 gged

Z8EN

0 0LES

LOEA

€9eN

0 z9ed

0
T}
el
B

o
0
™
=

< © & o

ool
)
o
o

9EEL

< <&

L2EL

vTeS

cTeL

i

8Ted

A s d

(A%
TTEL
ores
L0€71
€0€D

¥62A

c6cd
T6ca

TSSI

S0Sa
0SS

2678

18%d

o

9.L%1
6973

9970
S9%a

29vI

0 85%Y

LSS
6771

LY91

€TV

0 L1%a
yIv1
TTHN

0TvL
6071

¢
¢
¢
¢
¢
¢
¢

COPOeO V900 o0 o

YSL

903

TL8A
TL8T

€981

LG8
9683
SG84
S84
£€8N

6281
8C84

8181

S184

€18S

6081
808V

L0834

S6.L4
T6LN

26.L0

06.d

L9L1

t

ing componen

ADP-ribosyltransferase bind

e Molecule 1

25%

18%

58%

11%

Chain J

092N
69CS

96T

45198

<>

Svem
j4%0

0vCT

9€TL

<>

0ETA
62CS

i

Leed

0 81ed

>

0SPN

€EVT
(453708

vl
0zvs

& 4

00%L

LBEN

06EN

S8€d

€8x

08€S

8.LeD

LLeL

9.LEN

99¢ev

8CZeL

TeeN

81€ed

Y1€H

80€T

L6TA

€621

T6za

882H

8.ts

§2X88

692a

2921

¢

¢

SO & oo

€693

98SN

28Sa
T88d

S.1S0
LSS

955D

€%Sd

0%Sa

9€Sh

TESN
€ESN

TESL

€TSN

"‘m‘

TesL
0zZsa
6191
8181

SISV
71398

9084

$508a
0SS

06731
6871

89¥)

E9PN

T9%d

TL9S
TL94
0L9A
699X

€991

¢
0 0991

o

0 2994
9591

Ire)
[T}
©
X

€993

o
wn
©
=

679
879N

Ll

@ & & o000

90

9E9N

8C9X

vcoa

TZON

6194
819X

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0610, 6020

wwPDB EM Validation Summary Report

Page 12

6ELL
8ELI
LELS
9€LT

TELA
TELL
0€LL

92LI
STLT
YTLL
€TLI
ccLa
T2LI

< <

YTLL

@ & oo

0 %891
£89S
289N
1898

9.L9%

€L9D

6584
85871

SG8%

T8N
05§84

S784
£E8N
1425
8181

t

G184

1180

608L

S6.LY
V6LN

(4]

06.d

€8LI

8LLL

9L.d
SLIN

S9.H

T9LI
09,3

vSL

OO PO0O0OOOO o

TLBA

0481
6984
8984
1,980

$98d

298V

e Molecule 1: ADP-ribosyltransferase binding component

098I

10%

25%

14%

61%

Chain K:

oy

20EA

1}
&

® & o o

§8¢CI

1824
082S

cLTL

1}

S92N

1)

€vCA

8€T

Ao o

8EVL

TEYN

LTHN

{44729

60%L
80%d

90¥%A

v6ed

T

0 g8ed
4

18€I

v.LeS

L9EA

E9EN

SGEL
wSel

9LSA
€.939

0.8d

- Y.L9K
S9SX -

TL94

0%sa
S79D

& 4

€ESA

E€CSN

STSY
188

€0SM

¢
€290
4 |
0 0291
¢ 819K
hmE 919d
z8wh
871
[ |
YLoY
[ |
89%3
¢
¢
¢
¢
svvs wme_
0* 9gsN
PP [ |
0vvd zgsa
| esvA |

8%.LT

TYLN

LELS

TELL

0 0€LL

90X
SO0LL
70LX

g o

0 002d

0 693

€693

189%

989A
9891
7891

T8IN
189S

#[oe ]

6584

LG8)

G684

05§84

G784

608L

808V

908A
5084

208b
1081

S6.L3
Y6LN

T6LD
T6LL

68.LY

T8LA

e Molecule 1: ADP-ribosyltransferase binding component

13%

25%

19%

56%

Chain L:

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-0610, 6020

wwPDB EM Validation Summary Report

Page 13

S0 <&

LO¥L
00%L

06EN
68€1

S8€d
eLed
69ed
99€Y
€9EN
09€l

vsel

vees
8CEL
Sced
Tzed
0TES
60€T
80€I
LOET
00€EA

z6ed
1620

8.TS

i 2Xa8
€.2a

692a

0 2921

96Ty
SGTH
{4108

8234

3

€TSN

TesL

0 0zsa

STSY
7138

C1SSs
1150

60S0

S0Sd

€0SM

i’

TOSN

86%.L

9671
S6%0

T67N
0673

88¥D
8%

€8VA

9.L¥I

S9%a

T9%d

1}
L

i

€5va

Ly¥T

CEVN
8zl
SzZHh

1wl
0zvs

¢
¢

<>

@ 00O oo

Ao o 4 2 4

< & & o

¢

2¥9D

6EIN

9EIN

629d

v2oa

TZON

A%

1094

S09T
Y09%

86393
1680

96SS

€693

T6SS

€951

0983
0SSV
9¥SL
S¥ST
vvsa

0%Sa

2} N~
N o
[T} 0
~ =]

904

€0.LD

COOPPPO V000 0O oo
53]

7693

6893

L 2 2

oo o

8991

9991
SS9

€993

SO0 o oS

S%9D

i

P6.LN
06.d
68.LY
88.4
8LLL
SLIN
S9LH

COLN

VLS

9€LT
SELN

CTELK
TELL

0€LL
62.LD

8TLS

9CLI

COPP & & & O VPP P9999%%0%09%90 o

el

0.8T

598d

i

298V

0 T984

8981

ing componen

L

t

ADP-ribosyltransferase bind

10%

e Molecule 1

LOET

€0€D

€621

€821

(kAN

25%

S9N

69CS

6¥cd
8¥Ts

14%

TeTd

61%

Chain M:

D E

O R

L DWI
PROTEIN DATA BANK

W



EMD-0610, 6020

wwPDB EM Validation Summary Report

Page 14

SEVd

LTHN

€TV
{44748

o d

TIoN
0TvL
6071
80%d
SOPX
20%d
veed

06EN

<> <

T8€1

LLEL

i

TLEN

0 0LES

79es
€9EN

T

0 eeed

vees

T

0 61€D

0 STEY
‘B
TTEN

TTEL
otes

:
mmmH .0
9.SA ¢
. :
: :
¢ 5498
|
1,94
¢ 0491
0 6953 pﬂmx 1€1S
| ] |
9¥SL 099K £€LT
%971 ] el
| | 1599 TELL
1993 ] 0£LL
o
0 0 8TLS
6 oo
9z.L1
0981
$ -
2% b
£ESN el mez
| | eesd
R £T3N ﬁmma
¢ 1283
0Z8L
ToET 6189
¢
ST84
¢ i
1180
oz Coer
| 608L
mﬂ¢>
6.vd
L el
LY
¢
¢
¢
6571
¢
¢
6771
|
(4228
[
ovbd

t

mg componen

ADP-ribosyltransferase bind

11%

e Molecule 1

25%

14%

61%

Chain Z

[ |
81%1L
0 2190
¢
-
| |
¢ ssal TIHN
| 017l
zlel [ ¢
| 68N ¢
392N ]
¥92s 7654
€924 ] ¢
| 98es
092N ¢ s
| |
18€T ¢
[ |
LLIEL
[ |
8¥¢s $.€S

@  © S & o0 o

<>

L 13

S¥S1

TYS%

6€5T

6294

S0Sa

€0GM

T67N

L8%4d

6974

E9PN
29%1

S¥¥S

0vvd
6EVA
8EVL

9EYD

CTETN
TEYN

4728

LG9

@ © 90O G000

S99

0591

o & oo

9EIN

TEON

LSSV

€654
[4c=kcs

0SSV

CO®O @& VOO O O 900 oo > o

<* <&

€SLA

TS.d

004d

6691
8691

€693
2694

6984

€981

0981

S¥8X
7¥8s

8€8N

e8h
€EBN

TEsa

€831

T8
8181

§184
718D

07871
608L
808V

S6.LY
T6.LN

+n

z6.LD
88.4

98LN

S9LH

R LDWIDE

w_ 0

PROTEIN DATA BANK



Page 15

wwPDB EM Validation Summary Report

EMD-0610, 6020

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C1 Depositor
Number of particles used 12306 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 0.168 Depositor
Minimum map value -0.078 Depositor
Average map value 0.001 Depositor
Map value standard deviation 0.013 Depositor
Recommended contour level 0.0545 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 | pyie71 171 <5 | RMSZ #|Z| >5
1 A 0.34 0/5294 0.59 2/7187 (0.0%)
1 B 0.34 0/5294 0.60 2/7187 (0.0%)
1 C 0.33 0/5278 0.59 2/7164 (0.0%)
1 D 0.34 0/5294 0.58 1/7187 (0.0%)
1 E 0.33 0/5278 0.58 0/7164
1 F 0.35 0/5294 0.59 1/7187 (0.0%)
1 G 0.33 0/5278 0.60 2/7164 (0.0%)
1 H 0.34 0/5294 0.60 3/7187 (0.0%)
1 | 0.33 0/5278 0.58 1/7164 (0.0%)
1 J 0.36 0/5294 0.60 3/7187 (0.0%)
1 K 0.34 0/5278 0.58 1/7164 (0.0%)
1 L 0.34 0/5294 0.59 1/7187 (0.0%)
1 M 0.32 0/5278 0.59 2/7164 (0.0%)
1 Z 0.33 0/5269 0.57 0/7152
All All 0.34 | 0/73995 | 0.59 | 21/100445 (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
0 3

—| =] =] =] =] =] =

>IN 2=~ Qe a
(en] Nen] Nenl Nen) Neo) Han] N
| W DN DN —

All

There are no bond length outliers.

The worst 5 of 21 bond angle outliers are listed below:

WO RLDWIDE
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
1 H 698 | LEU | CA-CB-CG | 7.55 132.67 115.30
1 A 698 | LEU | CA-CB-CG | 7.53 132.62 115.30
1 F 698 | LEU | CA-CB-CG | 7.51 132.58 115.30
1 J 698 | LEU | CA-CB-CG | 7.50 132.55 115.30
1 K 643 | LEU | CA-CB-CG | 7.11 131.65 115.30

There are no chirality outliers.

5 of 14 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
620 | THR | Peptide
862 | ALA | Peptide
863 | ILE | Peptide
863 | ILE | Peptide
494 | GLY | Peptide

Y QNN UNIY U
QE QIO

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 5196 0 5028 71 0
1 B 5196 0 5028 94 0
1 C 0182 0 5018 83 0
1 D 59196 0 2028 76 0
1 E 0182 0 2018 80 0
1 F 5196 0 5028 78 0
1 G 0182 0 5018 38 0
1 H 5196 0 5028 69 0
1 I 0182 0 5018 83 0
1 J 59196 0 5028 96 0
1 K 0182 0 5018 73 0
1 L 2196 0 5028 107 0
1 M 0182 0 5018 75 0
1 Z o173 0 5012 81 0

All All 72637 0 70316 1117 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 8.

WO RLDWIDE
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The worst 5 of 1117 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)
1:7:675:SER:O | 1:Z:704:TYR:HA 1.66 0.96
1:E:675:SER:O | 1:E:704:TYR:HA 1.68 0.94
1:G:675:SER:O | 1:G:704:TYR:HA 1.69 0.92
1:E:808:ALA:O | 1:E:815:PHE:HA 1.73 0.89
1:B:673:GLY:O | 1:B:706:LYS:HA 1.73 0.89

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all 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.

Percentiles

oo] [100]

o] [100]

I | B

o] [100]

o] [100]

o] [100]

o] [100]

o] [100]

o] [100]

I |

o] [100]

o] [100]

o] [100]

Mol | Chain Analysed Favoured | Allowed | Outliers
1 A 657/876 (75%) 588 (90%) 69 (10%) 0
1 B 657/876 (75%) 592 (90%) 65 (10%) 0
1 C 656/876 (75%) 580 (88%) 76 (12%) 0
1 D 657/876 (75%) 576 (88%) 81 (12%) 0
1 E 656/876 (75%) 577 (88%) 79 (12%) 0
1 F 657/876 (75%) 578 (88%) 79 (12%) 0
1 G 656/876 (75%) 578 (88%) 78 (12%) 0
1 H 657/876 (75%) 592 (90%) 65 (10%) 0
1 I 656/876 (75%) 595 (91%) 61 (9%) 0
1 J 657/876 (75%) 584 (89%) 73 (11%) 0
1 K 656/876 (75%) 574 (88%) 82 (12%) 0
1 L 657/876 (75%) 581 (88%) 76 (12%) 0
1 M 656/876 (75%) 577 (88%) 79 (12%) 0
1 Z 655/876 (75%) 585 (89%) 70 (11%) 0

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

Mol

Chain

Analysed

Favoured

Allowed

Outliers

Percentiles

All

All

9190/12264 (75%)

8157 (89%)

1033 (11%)

0

100 [100]

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.

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 A 585/790 (74%) 583 (100%) 2 (0%)
1 B 585/790 (74%) 584 (100%) 1 (0%)
1 C 584 /790 (74%) 584 (100%) 0
1 D 585/790 (74%) 582 (100%) 3 (0%)
1 E 584/790 (74%) 579 (99%) 5 (1%)
1 F 585/790 (74%) 581 (99%) 4 (1%)
1 G 584/790 (74%) 584 (100%) 0
1 H 585/790 (74%) 582 (100%) 3 (0%)
1 I 584 /790 (74%) 583 (100%) 1 (0%)
1 J 585/790 (74%) 583 (100%) 2 (0%)
1 K 584 /790 (74%) 583 (100%) 1 (0%)
1 L 585/790 (74%) 582 (100%) 3 (0%)
1 M 584 /790 (74%) 582 (100%) 2 (0%)
1 V/ 583/790 (74%) 582 (100%) 1 (0%)

All All 8182/11060 (74%) | 8154 (100%) | 28 (0%)

5 of 28 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 F 852 ILE
1 Z 676 LYS
1 H 433 LEU
1 L 854 THR

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 H 291 ASP

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 97
such sidechains are listed below:

Mol | Chain | Res | Type

1 H 534 ASN
1 J 682 ASN
1 H 640 GLN
1 I 802 GLN
1 K 450 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 monosaccharides 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 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-0610. 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
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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: 134 Y Index: 119 7Z Index: 67

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

6.4 Orthogonal surface views (i)

6.4.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.0545.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

WORLDWIDE
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6.5 Mask visualisation (i)

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

— Voxel count

Recommended contour
level 0.0545

Voxel count (logl0)

T T T T T
—0.05 0.00 0.05 0.10 0.15
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.
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7.2  Volume estimate (i)

Volume estimate

50000

40000 A
“E 30000 -
= — \olume
v Recommended contour
E level 0.0545
g 20000 -~

10000 -

0 T — Y T

T T
—0.05 0.00 0.05 0.10 0.15
Contour level

The volume at the recommended contour level is 481 nm?; this corresponds to an approximate
mass of 435 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

—— Primary map RAPS
—2 7 Reported resolution
453 A*

Intensity (logl0)

-10

1 I 1 I 1 1 1 1
0.00 0.05 0.10 0.15 0.20 0.25 0.30 0.35
spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.221 At
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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

1.0

0.8

=
h
I
= = = = = = = -

Correlation

o
S
I

0.2 1

0.0

—

. .

" 0.00

0.05

T T
0.20 0.25 0.30 0.35
spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.221 At

Author-provided FSC
0.143

- 05
- Half-bit

Reported resolution
453 A+
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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 4.53 - -
Author-provided FSC curve | 4.35 | 6.65 4.41
Unmasked-calculated™* - - -

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps.
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-0610 and PDB
model 6020. 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 0.0545
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
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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 (0.0545).

WO RLDWIDE
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9.4 Atom inclusion (i)

Atom inclusion

1.0
o
= 0.8
w
=
% —— Backbone atoms
n 0.6
£ All non-hydrogen
E atoms
g Recommended contour
o level 0.0545
S 0.4
=
2
!
[}
15
[
E 0.2 1

0.0

T T T T T
—0.05 0.00 0.05 0.10 0.15
Contour level

At the recommended contour level, 82% of all backbone atoms, 64% of all non-hydrogen atoms,
are inside the map.
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.0545) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.6418 - 0.3770
A B 0.6308 . 0.3860
B B 0.6355 . 0.3810
C  0.6408 . 0.3670
D w 0.6351 . (0.3810
E s 0.6500 . 0.3750
F B 0.6439 . 0.3830
G B 0.6365 . 0.3720
H m 0.6337 . 0.3810
I B 0.6428 . 0.3710
J m 0.6484 . (0.3880
K  0.6539 . 0.3740
L B 0.6406 . 0.3780
M B 0.6498 . 0.3700
Z B 0.6427 . 0.3700

1.0

0.0
W <0.0
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