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Title : Structure of Dark apoptosome from Drosophila melanogaster
Authors : Pang, Y.; Bai, X.; Yan, C.; Hao, Q.; Chen, Z.; Wang, J.; Scheres, S.H.W.; Shi,
Y.

Deposited on : 2015-02-04
Resolution : 4.00 A(reported)

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
Mogul : 2022.3.0, CSD as543be (2022)
MolProbity : 4-5-2 with Phenix2.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
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
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 4.00 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

Ramachandran outliers [

Sidechain outliers

Worse

Percentile Ranks Value

. 32

I 0.9%

I 27.3%

Better

I Percentile relative to all structures

[I Percentile relative to all EM structures

Metric

Q-score Ijm

Worse

Model-Map Fit Percentile Ranks

Value

T 0.206

Better

I Percentile relative to all EM structures

I] Percentile relative to EM structures of similar resolution

. Whole archive EM structures Similar EM resolution
Metric . . . .
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 7587 ( 3.50 - 4.50 )

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 [o—

1 A 1103 54% 29% 12% -« -
37%

e [o—

1 C 1103 55% 28% 12% - .
36%

e o—

1 D 1103 55% 28% 12%  +
37%

T —

1 E 1103 55% 29% 11% - .
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Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
36%
e o
1 F 1103 54% 29% 12% « .
37%
e —
1 G 1103 55% 29% 11% = .
36%
e —
1 H 1103 55% 28% 11% - .
37%
e —
1 I 1103 55% 28% 12% - .
36%
e —
1 J 1103 55% 29% 12% - .
37%
e [o—
1 K 1103 55% 29% 11% + -«
36%
e —
1 L 1103 55% 28% 12%  + -«
37%
T o
1 M 1103 55% 28% 11% - «
36%
e — —
1 N 1103 55% 28% 12%  + .
37%
e —
1 O 1103 55% 28% 11% = .
36%
e —
1 P 1103 55% 28% 12%  + .
37%
e o
1 Q 1103 55% 29% 11% » -

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density

2 DTP C 1301 - - X -

2 DTP D 1301 - - X -

2 DTP E 1301 - - X -

2 DTP F 1301 - - X -

2 DTP G 1301 - - X -

2 DTP H 1301 - - X -

2 DTP I 1301 - - X -

2 DTP J 1301 - - X -

2 DTP K 1301 - - X -

2 DTP L 1301 - - X -

2 DTP M 1301 - - X -

2 DTP N 1301 - - X -

2 DTP O 1301 - - X -

2 DTP P 1301 - - X -

2 DTP Q 1301 - - X -
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 112951 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 Apaf-1 related killer DARK.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 C 1062 7031 4408 1275 1325 23 0 0

Total C N @) S
1 D 1062 7031 4408 1275 1325 23 0 0

Total C N @) S
1 2 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 K 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 G 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 H 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 I 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 J 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 K 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 L 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 M 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 N 1062 7031 4408 1275 1325 23 0 0

Total C N @) S
1 0 1062 7031 4408 1275 1325 23 0 0

Total C N @) S
1 P 1062 7031 4408 1275 1325 23 0 0

Total C N O S
1 Q 1063 7036 4411 1276 1326 23 0 0

e Molecule 2 is 2’-DEOXYADENOSINE 5’-TRIPHOSPHATE (CCD ID: DTP) (formula: C;oH16N5012P3)

WO RLDWIDE
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DTP
NH.
ca I N "’:?"“-‘:J N /
4 31/:1;-‘,___\5 o-::
oz (\\ | - C-):-n
caisycewin,, O
) 1 i ” P, :.'P_._ Oﬁ
1o HO  olems
o P oG
¢ o OH
o8 - :\:_P'.:
Mol | Chain | Residues Atoms AltConf
Total C N O P
2 C 1 30 10 5 12 3 0
Total C N O P
2 D 1 30 10 5 12 3 0
Total C N O P
2 k 1 30 10 5 12 3 0
Total C N O P
2 F 1 30 10 5 12 3 0
Total C N O P
2 G 1 30 10 5 12 3 0
Total C N O P
2 H 1 30 10 5 12 3 0
Total C N O P
2 I 1 30 10 5 12 3 0
Total C N O P
2 J 1 30 10 5 12 3 0
Total C N O P
2 K 1 30 10 5 12 3 0
Total C N O P
2 L 1 30 10 5 12 3 0
Total C N O P
2 M 1 30 10 5 12 3 0
Total C N O P
2 N 1 30 10 5 12 3 0
Total C N O P
2 0 I 30 10 5 12 3 0
Total C N O P
2 P 1 30 10 5 12 3 0

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

Mol | Chain | Residues Atoms AltConf
Total C N O P
2 Q 1 30 10 5 12 3 0
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29% 12%
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54%

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

36%

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
outlier are shown as a green connector. Residues present in the sample, but not in the model, are

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
shown in grey.

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

3 Residue-property plots (i)

e Molecule 1: Apaf-1 related killer DARK

and red = 3 or more.

Page 7

| ogeH
e (4451 ) LS ¢ 6LEV
o iy | *
0z14
L B
6LTd SLed
LIIN 8LTT ¢ | ¢
LT Comia | L1730 LA CLET ¢
HSV STIN 9.1d TLE4 86va
£50 14225 SL1a L osa 1691
111Q 8€ed ¢ sewu
e Com seth = o
871 o ogzd T0€1 99¢Y
LvH 0081 S9EA
— $9ed
I o 8914 r | eogv |
vy 1978 9623
£vd Lo 99TT 3620
Zvi Mmﬂ 5910 6ed I ¢ e
LoTs $9TA 88%Y
0%1 Tom €910 ﬁ - zeT1 18%d
I k NmS Lzza ¢ o1
i
163 I 63TH vmﬁ - | vetN ¢
I £8pY 1%8d
| lseH 28y 9991
S63 9579 k 982a 187d ]
261 g 81Z) MmmH 6.vd
poe [ zrer | — ¢ et
620 Sien R EAN bt 8£q1
oeza osta 01 SEEE
124 523+ SL71
- ¢ s71 s o ¢ .
sza LYTA 11zs r M e
| wen EER VTN ¢ I 6978 ¢
£ed 78N [:125 V.24 8974 £€sd
441 I i 80zl | eLea €0V | ¢
€vTd | LoTM zlzl ¢
181 | zvtd 902N cop1
08A P11 I I

8TA 702a

[ ous 8.3 | soer | 8924 £e€a 86€A Jodds Je5k
911 LI 8811 z0zh ummx ¢ o
aTI 9.4 LETY | 10Tk | oozl
L owa [ so | 0021 ezed ¢ 1
€T3 v.b I 8TEY
I €10 12€T ¢
eeTy 29z1 9ze1 ¢
0TA zeTT 96TT sees 1es1
e sem veeT ¢ 0zsb
0eTd 618 £zed 68€ET ¢ 615b
| eTib | e611 85T I | 88eT ¢ wn
195 8211 Z6TA 182N 1888
991 | seta | T6TL 9524 0ZEN 98€T +I
591 92TS 0673 | ggey 6TEL 88€T
9L azTA 681d $GZN [ ] I
£oM PZIN 8815s £9zm z8ed
29d | gTTR | 8IN | zsey 18€1 ¢ Lk

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W


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

EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 8

TL9X

049X

899X

0 99X

A 4

9%9X

COOPO & G000

i

& oo

0%9X

o o

TE9X

819X
119X

OO & SO & o o

08sb
6.9

LLSY
9,53

€G.X
TSLX

0v.LX

COOPP 90O V06 G000

veLY

i

i

TELX
TELX

6CT.LX

STLX

8T.X
L1.X

F

TTLX

0TLX

@ OO0 P00O G000

wn
o
=
>

289X

COOPPPPPPPO® 9000909090990 PP900O 20000

&> SO

€L9X

©
[l
I
>

@ 000000

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

E
1

o &

718X

©
o
0
>

o wn
© 0
~ ~
< <

SLLX

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

216X
116X

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

0 TI0TX

T66X

0.L6X

Q@D PO VP90 PP P0PPPPPPPPPPPPP V90 V9990 299099090 9999 299999999990

COPOPPPPPPPPPPPPPPPPPPPG O G V9PV PPP9O 999999990 & 2900 29999

7oTTX

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

€VCTX

6ETTX

i

vectx

91CTX

e Molecule 1: Apaf-1 related killer DARK

12%

28%

55%

37%

Chain C:

19T

6GT

SGA
14
£6d

1

671
8vI
LYH

vva
e€vd
{4728

071

LEX

oex
620

Lcd

0
N
a

€ecd
{44

8TA

911
STI

3

SOTW

€0TL
COTH

00TS

860

S64

261

S84
78N

181

TSeH

S¥TT

<> <

et
0%2d
6ECTN
8€cd
LETA
9€ed

902N

702a

202h

0021

.'

0T€d

v0€X

T0€T
00€T

i

962
9620
v62d
€6TL

T6CL

88CH

S§82C71
8¢S
€8CI
CT8CH

082L

V.24

cLTL
TLTA

8924
1,924

S92L

2921

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 9

B6LEV

Sled

TLET
1.4

69€4

e SO0 o0 o

L9e)
99¢eY
S9€X
elocs

29ed

asiors

€€EQ
TEEY

6ced
8CeY
Lger
92eI
gces
et
€Y

6TEL

9T€EN

1574729

0EYN

L2¥1

11474
(114728

8074

90%H

E07N
{447\
TOVA

86€EN
L6€Q

68€1

Lo B C 2 2 2 2 2 2 4

L8ES
98€T
S8€T

¢8ed
T8€I

€874

28vd
18%d

6.%3

0 8LYI

LLYN

¢ o
0 SLHT

3

69%S
8974

0 $9%a

€971

T9%d
09%d
6SV1

8G¥1

zsvlL
==

A 4

’I

@ 0o
@ 000000000000

N~ 0
[T RTs}
© ©
ISR

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

<>

1

<>

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
04
¢
¢
04
¢
¢
¢
¢

> o 4

<>

COOPO & G000

<>

©
o
[}
>

¢
¢
¢

=
206X

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

o)
©
~
<

OO & SO & G000

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

R 3

D@ 9O PPPPPPPPPPPPPPPPP V0O V9PV 9909090 99090 9909999990900

COPPPPP V0000099009090 900000

SLLX

9P V0000 OOoO

88TTX
L8TTX

TITTX

(41956

COPPPPPPPPPPPPPPPPPO & 990 9909909909999 9999990
PO & 09090900 & O 9909090090000 o

L12TX
91CTX

e Molecule 1: Apaf-1 related killer DARK

12%

28%
RLDWIDE

O
PROTEIN DATA BANK

erbDeBe

W

55%

36%

Chain D:



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 10

L

Q@ © GO 9O O VPPV PO VPP V90O V0 V9O OV O V9999999999999 20

678X

<>

601D 00€1 $9ed 1391

¢
¢
¢
erox ¢ €T07X
29X ZT0TX
¢ w | oTL9X ¢
049X ¢
19T (4421 ¢ | 699X ¢
oo 1544 4 0 9€8X
691 (AL ¢ ¢ seax
- ¢ s
LTIN ¢
EET [ema ¢ ¢ oesx
vsv e ~ozsa “ ¢
69€d
I YOEA | soEn oEw3 ¢ ¢ MMMH
" gosy | L9€3 z16X%
T11Q o 99e 0. ¢ Tr6x 066X
T0€1 S9€R 0 0 928X
¢
¢

i
1]

o)) (2]
& & < [Te}
ooH a

i
b
gy

COOPPPO 900 900 9009090090000 00

SOTH £28X 706X
v 9623
eva vomy s62a ¢ | sosx
240 MNW pecd 6SEA e R 206X
LTS £62L 85EN
ov1 a | zeTT 29€71 Dchl 0 618X

T6CL

¢/ stex
0 118X

¢

860 vsea

&c TSEL

I I -I\I
[l
£
<>
-NI I
)
=1

0SEL TI8X
6veT €951 018X 126X
svEN DG

oex
620

o«
o
()
<

20i 28

@ 0000

L4

low g s
G 90%H ¢
THEM
c Ea
g8k
gzd 78N .24 ¢ mew t
zey | elea
. 181 | zvte 902N TLTA I I T88X
08A s

ecea 86€N
8.4 8924 zeeu L6€Q
911 iy 8ETT 202h 1924 [ | ¢

Q1T 9.4 LETY

8TA 702a

oII
=
=
O S woN O
AN NN
Igm o om0
PR WX
Im-
©
1]
H

By

©

=

[re)

N

el

=

D

00

=

o

o

oo

]

A
N
o
=

6SVI
8S¥T

0021 S92L
€14 L0
ELA
€eTH
CETT 9611

2921 Sees

N MW O o
Iﬁﬁﬁﬁglﬁl
mH®mAaA ==
h 4
© o
'J'JI
= Mm
COO & GO O 9O O V00 O VPP O 990990 CO O G900 o

@ OO0 PP0PSO G000

1281
0€Td v614
| eerb | e6TT 851 1888 €574 018X
198 8CT1 TBTA LSTN 0TEN 98€T 698X

a4

9524 6T€L S8€T1

S91 9zTs 0673
52N 289X
€9M HTIN 88TS €5CM 9TEA T8€1

294 zsey [ | | 08€H

0S¥d

PO © GO O G0 VPPV PPPG VP09 G0 9999999999959 999% > 290 290 9

PO VPP PPPPPPPOPOOO 900000

0 ) 0
~ © ©
~ ~ ~
> < >

L
F

¢

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 11

“I .
¢ coonx R
¢
¢ ¢ 2ox
“ ol =2
0.9
¢ “ 899X
¢ “ 1 ¢
¢ M €181 N
¢ ¢ zzT 1523 | osed ¢ ¢ 7o
¢ ¢ 191 e 9810 ¢ ¢
¢ | ooy 0z1d | ¢
¢ ¢ 651 T8TT N
M o memmm 3% - ¢
¢ ¢ LTIN GBI mmmm ¢ ¢
8LTT
¢ ¢ asA 4 LLT . ¢ CLET 991 ¢ 89
¢ ¢ Mmm faa? AR THTT N k 0. ¢ 1%
¢ ® I I Oz 6984 9674
¢ = — £LT3 geen Y08A L ¢ s e “
oot TITa 8gzd ] 1983 ¢
! ¢ o o ¢ '
M “ pién L & 0081 39eR ¢ N
r p9ed
I 8914 r | eoev
¢ “ ¥va ﬁ 1918 9623 ¢
¢ v T 9971 g62a ¢ o ¢
¢ ¢ < (42 o 5910 v62d o M
| omws $9TA £62L
¢ Q 01 L €910 gecy | zeT1 L1874 979X
¢ ¢ 0028 Z9T1 oseen 1621 0zHI QI \/
¢ Iu | | NmNm S87L ¢
¢ ¢ g3 o 65TM S I v ¢
M ¢ I 8STL 1 88CH vSed €874 1%5d 0v9X
¢ s6d Lolem 1221 | lgTH c8vd 991
¢ ¢ I 9519 E=E 982a 187d 1 N
sq1s 9821 TSEL [ oswH | €791
“ ¢ 261 A o 828 0seL pea ¢
¢ K I ¢ ¢
¢ M ¢ ast 620 Sty C1sen T % 8e9T TE9X
¢ ¢ ¢ ADn | sea 0s1@ 01 08zL ¢ oy “4
124 6%TL [
¢ M ¢ = I ¢ o MHM G 907H r 4 “
¢ ¢ ¢ = e se = e e s ovs @ mm o
¢ ¢ = ggd 78N Evass v.ed N 897 ££ad ¢
¢ ¢ ¢ ) X cey I I k N MWWM vﬂwn ¢
¢ ¢ 2 s . 181 ﬁ 902N MMN ¢ o ¢ €971 ¢
¢ ¢ ¢ = 08 1571 soed I I zowh
¢ ¢ ¢ = 8TA OI I $02a 19%d ¢
¢ ¢ ¢ N s 8.1 | goeT 8924 £eeq SoEl 09%d 125k ¢ ox
¢ - m 9T1 LLA 8eTT zozh 1924 cgen 26s0 ¢ oI | gzsd ¢ U9x
¢ ¢ o STI 9.4 LETY | T0zA A | ¢ ¢ s sesi
¢ ¢ * =] | owa [ e | 0021 39ZL 6ced ¢ vesh | ¢
¢ ¢ o e 7L I seey ¢ T
¢ ¢ s U it o 001 seer o
¢ ¢ ¢ orenx o ZeT1 9671 szes “ 1291 “
¢ ¢ LoTETA | g6TH vzel =5 mwmm ¢
¢ ¢ ¢ < 0eTd 7614 £zed 68€T ¢
¢ ¢ ¢ = & | eeth 6Tl 8521 I | sse1 ¢ ¢ SIS
O 198 8211 Z6TA 152N 1888
¢ ¢ ¢ < L oee1 TeIL 9524 ozeN 98¢ oa ossb
¢ ¢ ¢ [e) . m 99T 9z1S 0674 | ssev 6TEL ag8eT 6193
¢ ¢ ¢ M < %91 STTA 68Td »STN I [ | 0. OI
= oM $ZIN 8818 £5eh z8ed 118V
¢ OI ¢ ) (@) 294 A | L8IN zsey 9TEA T8€1 ¢ L 9,54

R LDWIDE

PROTEIN DATA BANK

e



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 12

OO 90O V0O G000

€9.X
TS8LX

0%.LX

i

€L9X

©
[l
Il
>

Se8xY

L A e e

2e8X

98X

s o A A A e A o A2

COOPPPPPPO 9000900000000 P00O 90000

w [ w
~ [J 0
~ ~ ~
= > <

0 TTOTX

[415¢
116X

<>

N s
o o
[} 13}
< >

£88X

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

OO @& GO & GO 90 O V9PV P0C 90 9990 90 G200

Q@ 9O 9909009009009 PPPPPPPPPPPPG V00 VP99 9990990 990990 9999999099909

SO SO0

TOTTX

191

CSTIX 65’1

SSA
vSv
£5d

12%

671
8¥I
LYH

<>

vva
ey
(4728

071

29%

oex
620

1,24

seca

€cd
{444

912TX

54%

8TA

911
STI

36%

COOPPO & VPP PPPO & O V9090990090900 o900 o o

49!

COPPP PP P90 P09 PPPPPPPPPG O G 9990990999999 2999990

e Molecule 1: Apaf-1 related killer DARK

Chain F:

[445)
1TV
0ZTd

LTTN

STIN
42258

111d

60TD

3

SOTH

€0TL
COTI

00TS

860

S63

S84
78N

18T
08A

8.4
LLA
9.4

L
LA

182y

EVTA

0%2d
6€TN
8€cd
LETA
9ged

902N

¥02a

(o}

0021

-

07€d

< <&

v0€X
€0€X
20€T
T0€T
00€T

i

96cd
§62a
¥62d
€6CL

T62L

88CH

982a
8821
¥8¢s
€821
T8CH

082L

V.24

cLTL
TLZA

8924
1924

G921

2921

6LEV

Sled

TLET
T.84

69€d

L9e)
99¢ed
S9€X
voed

29ed

asioxs

€€Eq
TEEY

62ed
8zey
Lger
9ZeI
gces
veet
€Y

0zeN
6TEL

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 13

©
o0
©
<

COPPO 000000 O0OO
@® 000000

L

EYPI
(47474

¢
¢
¢

OO 90O V0O G000

¢ ¢ 197
¢ 1081 ¢ . N &
-t : '
¢ 86vd ¢ | €06x | . ssA
¢ L1671 ¢ ¢ vsv
¢ osvd ¢ © =Sl
¢ 0EDN ¢ som ¢ mwmsm = 1
¢ VELX 671
JER 6B 3 v
g ¢ e
¢ o ' Wy
¢ s ¢ YETTX £vd
8874 ¢ | 608X (92’8
= A ¢ 208X
0zv1 ¢ pres oot
= i

£8%Y L83

[4sizcs
18%d

€791

6,74 8T.LX

0 8Ly

LLYN

¢ o
0 9.9

> e

oex
620

98.LX
==
£8.LX

80VA 124

:
3

90%H 6975

89%4

movz
wwwa
2ovA ‘

TOVA €971

[re)
N
IQI

29%

e Molecule 1: Apaf-1 related killer DARK

€cd
L12TX (44

912TX

55%

T9%d
86EN 09%d
16€a 6SVI
8SG%T

8TA

37%

911
STI

*

OO @& GO & GO G O VP99 990990 299090 90 %0

~
~
<

1281
0zsh

-
oo o 2 2o 3R 2 2
OO & SO O o o
e
g

o
w
<
=

€574
68€1

L8€S
98€T 0S§%d

S8€T

z8ed 0 LYYA
18€1 9VYH

6,93

¢EE

LLSY

06TTX

COOPPPPPPPPPPPPPPPPPPPPG O G V99099099990 999999990 o 290 29990

88TTX
L8TTX

9,54 £19X 1601X

[ | TL9X

COOPPPO COPPP O G0 O 90 V9P PPPPPG 9909990 990 9999999999999
PO 9O 900900900009V PPPPPPPPG V90 V9990 V9990 29990 9999999909990

¢
04
¢
04
¢
¢
¢
¢
¢
¢
¢
¢
04
¢
04
¢
¢
04
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

OO & V90909090900 & O 9999090090090 o0

Chain G:

107X

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 14

3

SOTH

€0TL
COTH

00TS

860

S64

261

S84
78N

181

TSeH

S¥CT

< <&

el
0%2d
6ECN
8ecd
LETA
9€ed

902N

702a

z0zh

0021

-

0TEd

70EX

e S0 o0 o

20€T1
T0€7
00€T

i

9623
9620
v62d
€6TL

T6CL

88CH

9820
S821
¥82s
€8CI
C8CH

082L

vicd

cLTL
TLTA

8924
1,924

S92L

2921

8GC1
LSTN
9G24

¥SeN
€GTM
{4144

T.€4

69¢€d

L9€N
99€d
S9€X
voexa

6SGEA
8GEN

TGEL
0GEL
67€T1
8veEN

1

9%VH

EVVI

11474

80%&

1281
0zsh
613d

Lo B £ 2 4 4 o 2 < 4

TL9X

049X

-I

COOPPO 90O V0O G000 O0

o &

i

> oo

N~ 0
[T RTs}
© ©
<o

OO & G000

i

@ 00O

¢
¢
¢

Lo R B 2 2 3R N o .

6,93

LLSY
9,54

<>

@ COPPOPOSO G000

@ 00O

€9.LX
TSLX

0%.LX

YELX

CELX

SCTLX

8T.LX
L1.LX

3

CTLX

0TLX

S0LX

289X

COOPPPPP 90090000000V PPPOO 900000

€L9X

928X

OO PPPPOPPOPOOO S0

£€28X

618X

~
—
()
>

<>
F‘i
—
«©
<

PO & GO 00 O VPPV PPO 00 9090 90 G000

018X

oo
o
@
<

o re)
@ @
~ ~
> >

)
~
~
>

—
~
~
>

(4154
116X

I N S A

COOPPPO & GO0 O 900 VPPV PPPPPG V909990 990 9999999999999

¢

¢

L 4

E€TOTX
CT0TX

¢
¢

&
-
D
=3
3
>

Q@ COPPPPPPPPPPPPPPPPPPPO V00 VP99 99990 9990 29999999999

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 15

88TTX
L8TTX

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

PIOTTX

6G1

SSGA
M ey
£5d

1SS

11%

671
8¥I

~
=
l:l:

o <
<
o om

{4728

28%

0%1

LEX

<>
IIIIIIIIIIIII(N IIII
o
L=l

COOPPPPPPPPPPPPPPPPO & G0 9909909999990 209909090

¢
¢
$
4 < o€
~ 620
: = =
¢ Dr 124
“ 9 sza
¢ N
i F
L12TX M 8TA
¢ omex mw. % *
4
$ =
¢
¢ —
¢ <
= =
o =
¢ = Z
¢ ° O

1TV
0214

LTTN

STIN
1242258

111d

60TD

3

SOTH

€0TL
COTH

00TS

860

S63

S84
78N

18T
08A

8.4

9.4

L
LA

198

S91
ol

294
19T

81T
LYTA
9VIN
STTA

€¥1d

911

8ETT
LETY

€eTH
CeTT

0€Td
8CT1
9C1S

SCTA
YTIN

[445)

EVTA

< <&

e S0 o0 o

0%2d
6eTN
8€cHd
LETA
9€ed

6224

prascs

el

TeCI

6121
81CH

9TCN

1

z1ea
1128

i

80TL

902N

702a

20z

0021

9611
ve1d
CBTA
0673
68Td
88TS

981D

-

07€d

v0eX

TOET
00€T

i

88CH

V.24

cLTL
TLTA

8924
1924

§92L

29¢I

0 LYYA

12%S
(14728

80%A

€971

T9%d
09%d
6S%I

8S¥T

iOOOOO L 2 4

9,53

€181

<> SO 0O

7951

<> Ao 4

L¥Sd
9%ST

€¥ST

8E€ST

veN
£€9d

& 4

-

OO & SO & oo o

€L9X
TLIX

0L9X

899X

799X

899X
159X

9%9X

@ GO0 & V09000 O O S0 o

0%9X

> o

TE9X

819X
L19X

08sd
6.L93

i

& o0

LLSY

€9.X
TSLX

0v.LX

COOPP 90O 90O 909090000000

YeLX

[Tel N
R
A
E I

@ 0o

8T.LX
LT.X

Fr

CTTLX

o
-
~
<

S0LX

@ OO PPOO SO0

289X

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 16

ze8xX

928X

e s o dE 4 2 4 A c s s B o 2
==

i
t

£€28X

> <

0 618X

<>
..|IIII :
pr
©
»

PO @& GO 0O O VPP PPGO G900 99090 290 %0

T18X
078X

0
o
@0
>

) re)
© o
~ ~
] <

e
N
~
b

-
~
~
b

COOPPPP V000000000 OPOOO G000

[415)'¢
T16X

L e . ..

706X

206X

£88X
288X

08X
698X

678X

L 3

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

CT0TX

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

PoT1X

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

EveTX

6ETTX

LETTX

0 BETTX

L12TX
912X

e Molecule 1: Apaf-1 related killer DARK

12%

28%
[Ted

55%

©
=
=

37%

6GT

SSA

£36d

1SS

671
8vI
LYH

¥va
£€vd
{4728

071

LEX

0oex
620

L24

sea

g€ecd

]
5]
<

911
STI

€14

0214

LTIN

STIN
YITX

1r1a

607D

3

SOTH

€0TL
COTH

00TS

860

o
)
=1

S84
78N

181
08A

i

8.4
LLA
9.4

L0
ELA

EETH

0€Td

8211

9z1s
SCTA
HTIN

[445)

TSeH

S¥TT

< <&

-~
~ N e
IQS

el
0%2d
6ECTN
8ecd
LETA
9€ed

702a

202h

00271

9611
v61d
TBTA
0673
68Td
88TS

9810

-

01ed

Y0EX

20€T
T0€T
00€T

3

962
9620
v62d
€6TL

T6CL

88CH

821
8¢S
€8CI
C8CH

V.24

cLTL

8924

2921

T8€T

6LEV

§.e4

69¢€d

L9€N

S9€X
voexa

2¢9ed

6SGEN
8GEN
LSET

vsed

9Y¥H

EVPI
(444

0EYN

LTV1

T2vs
(4728

20128

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 17

¢
M | G|

s s
0 0 0 0 G0 0 T60TX 0
M ¢ ZT0TX ¢
219X ¢ ¢ ¢ ¢
i ¢ ¢ R M
wess & ¢ ¢ M
¢ ¢ ¢ ¢
1 4 ¢ ¢ ¢
€451 N ¢ “ ¢ “
¢ ¢ ¢ ¢ “ zeT
0 0 0 “ “ 0 12444
10SI “ ¢ ¢ ¢ “ - _
0 0 0 0 T16X *
¢ 86vH “ NMMH ¢ “. ¢ TT6X . 4
16V1 ¢ ¢ . €50
964 TosT ¢ ¢ + X — I
“ a6vH . “ “ ¢ = T 1110
R BB e £
¢ v ¢ = r
“g “ ¢ s 1190 v N
8874 ¢ Oi N k MWH“
187 2 | Tom £91a
e .i
9871 ¢
i ¢

€874 1b8d

oo}
o
@©
<

PO & GO 0O O VPPV PPOO 00 9090 90 G000

[4sice 9%

[ osH | era1

@ 00O

0ex

-
N~ 0o
33
oo

COOPPPO & GO0 O 900 VPPV PPPPPG V909990 990 9999999999999

Q@ COPPPPPPPPPPPPPPPPPPPO V90 VP99 9999 9990 2999999999099

OO PPPP0PPPPPPPPPPPO & 990 9909090999099 209909090

: X
¢ ¢
¢
¢ ¢
¢ “ v
omin e otz ¢ ’ =
¢ s . ¢ ¢ ¢ ADn 4
e ¢ “ | “ saLx “ 5 e
R “ “ “I M = e
74 g£ad M > MM
¢ «mvn ¢ QH 04 ] X I
€991 ¢ ¢ cox ¢ ¢ L a . 181
iﬁ M ¢ ! L127X = ot Iow>
09vd 123k ¢ ¢ M ¢ orex g < L ouas 8.3
g mmm H ' . R B
” 8av1 “g . M “ sux “ rw | owa 4
¢ Iﬂmm,_ ¢ ¢ ¢ ¢ << ey
¢ ozsh 4 ¢ —
“ mmwm Msc ¢ . “ “ =
TShL 1671 ’ = .
— “_ : ey < =
0. L15Y ¢ ¢ ¢ ¢ = .mha Nw“
¢ um 9454 ¢ ¢ ° @) z9d | gTTIA

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 18

TSeH

EVCA

0%2d
6ECN
8ecd
LETA
9€ed

902N

702a

20zh

0021

y

0T€d

&> <&

Y0EX

20€T
T0€T
00€T

i

962
620
v62d
€6TL

T6CL

88CH

9820
S§82C1
8¢S
€8CI
C8CH

082L

V.24

cLTL
TLTA

8924
1,924

S92L

2921

S e SO0 o0 o

Sled

vsea

LTV1

(114728

L1671

0 9674
¢

G674

0 68%I
8874
184

S8YL

€874
asice
18%d

6.L%4

69¥S
89%&

0 9%

€971

T9%d
09%d
6SVI

8S¥T

€SP

e o o 4 o BB o 2

o
<
=

0S%d

<*
~
3
>

L¥Sd

0 e

€€Sd

LTSA

ST

0 €294

T2s1
0zsh
6150
8191

OO & SO & o0 o

i

¢
¢
¢
¢
¢
¢

>

819X
L19X

08sd
6.9

LLSY
9,53

€39.X
TS.LX

0%LX

COPOPP 000 V0O V09000000

YELX

i

CTELX

STLX

8T.LX
LTLX

3

CTLX

0TLX

@ COPPOPOSO G000
8
=

289X

COOPPPPPO 909000000000 POOOG G000

w0 ] re)
~ @ @
~ ~ ~
> > >

& 00O

€L9X

9z8X

COPP VPP PP0POO0OO S0

L 4

<
o
o)
>

£28X
0.
4
0 618X
0 818X

L18X

<>
P‘..IIII
i
©
<

PO & GO 00 O POPPPO G090 99090 o0 G0

D COPPP O GO0 O V0 VPPV PPPG V909990 990 9999999099999 990

018X

oo
o
@©
<

o
—
)
>

L A o

¢

¢

L 4

ETOTX
CT0TX

¢
¢

L 2
-
D
o
3
>

Q@ COPPPPPPPPPPPPPPPPPPPG 990 VP99 99099 9990 29999999999

06TTX

88TTX
L8TTX

PoTIX

C¢STTIX

SPTIX

TETTX
0ETTX

€0TTX

00TTX

860TX

COOPPPPPPPPPPPPPPPPO & G0 V9PV PPPO 999990990 & 290 299990999090

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 19

L121X
912TX

Q@ @ 990909090 O & O V99909090 O oo

Apaf-1 related killer DARK

e Molecule 1

11%

IIIII‘ E IIIIln
S re)
oo =]

29%

55%

37%

Chain K

19T

6G1

SSGA
ey

<
<
15

evd
{4728

0%1

~
"
£

oex
620

L24

seda

€cd
{444

8TA

STI

49:1

~
©
7]

¢

[445}
1TV
0214

LTTN

STIN
YITX

111d

607D

3

SOTH

€0TL
COTH

00TS

860

S6d

261

S84
78N

1871
08A

8.4
9.4

L
LA

S91
7ol
E€9M

€eTH

CETT

0€Td

e S0 o0 o

T0€T
00€T

3

9624
S620a
¥62d

88CH

9820
8821
8¢S
€8CI
T8CH

V.24

cLTL

8924

6LEV

Sled

TLET
1,84

69€4

L9eX
99¢€4
S9€X
voed

z9ed

asiorcs

TSEL
0GeL
6¥%€T
8veEN

cved
TVEM

1574728

0EVN

Le¥v1

12%S
(114728

8074

90%H

£07N
2ovA
T0vA

86€A
L6€d

Lo B L 2 2 2 A 2 < 4

€971

-

OO & S0 & S0

T9%d
09%d
6SVI

8S¥T

€Svd
(414N

0S¥d

LY%A

€LST

SO 0O

7951

i

1951

<> >

8€ST

vesu
€€9d

>

LTSK

ST

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

o 2 2

i
@ 00

LLSV
9,53

COOPPO 90O 9000 G000

YELX

i

TELX
T€LX

6C.LX

¢
¢
¢
¢
¢
¢

8T.LX

3

@ COPPOPOO SO0

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

€L9X
CTLOX

©
0
«Q
<

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

¢

> o 4

<>

718X

©
o
«Q
<

o)
0
~
>

)
~
~
<

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 20

O SO0

YOT1X

-
.
3
>..I

191 zzT

16X 11V

@ 000000

C¢STTIX
651 0CTd

e SO0 o0 o
>

gled

¥

LTIN
CLET
1LY

SSA TOSI
Sy STIN

esa 4228

L

1

ekl
oy

:
’ :
4 ¢
¢ ¢
¢ ¢
¢ ¢
¢ :
¢ ¢
s : ¢
M ¢ ¢
M ¢ ¢
M ¢ ¢
¢ R ¢
M M ¢
“I ¢ “ “
206X o P T
: ¢ ¢ ¢ wim  bmen e O
¢ ¢ ¢ ¢ MM Lor MMMM 99€Y l ¢ osvd
¢ ¢ “ “ N LiH 601d 00€T MNMW = ¢ o
¢ M ¢ min o e 'em
¢ ¢
M ¢ ¢ v SO 9623 z9ed
e ¢ : : X > = g o o
=l R R B = i G m
g e el JEE ol B & e
¢ ¢ ¢ ﬁ I 387
¢ ¢ ¢ ¢ HLE] Sl I gva
2 ! $ ¢ ¢ - s e o
sl S RN S . wiia
¢ ¢ “ ¢ ¢ ADn * 082l 0+ o ¢ sl
¢ ¢ “ “ ¢ ﬂ T ¢ H zveN qwm “l
¢ ¢ ¢ = k 98 T7EM SL7T
N e R RN S o 7R e
¢ ’ : : 9 T E e - K . o
¢ ¢ $ $ $ = ot . e IMw®m> ¢
¢ ¢ : ¢ H 2ol wEm e s et em e
: ¢ ! : $ 0 s wogs e F =
‘ ‘ €N w0 8TEY ‘
¢ “ M “ ¢ Am.. I €10 . I Lzel ¢ 89t
0 0 “ 0 0 .. 0TA 9611 tom MMMM 0
¢ ¢ ¢ - | 96T . 21 M
¢ ¢ ¢ “ .FM 3 7613 6scs £zey 68€1 M
o : : I s w = B U e
¢ ¢ o o= S91 0613 | ggev 6TEL g8e1 ¢
$ ‘ ¢ H ' = = = = A ¢
¢ ¢ cronx | 0607X ¢ BIx o O 294 | eeTa | 8N zsey T8€1 [evvr |

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 21

: ¢
4 ¢
4 ¢ ¢
' .' : ! ¢ son
¢ ¢
4 : ¢ $ ¢ :
L ' BB
. 4 * $ ¢ 4 ¢ e
A B R R § o
mmmH ﬁ “ “ “ N “ “ 150
¢ 899X ¢ 4 oo ¢ ¢ ¢
B E BEFE E B RE ]
’ ’ IR ’ : A
99X ¢ .
’ 951 “ “ “ “ “ “ ¢ ' £9a rvel
K I et o SRE B ;g 2
— 8ecd
19571 “ “ N ¢ ﬁmx “ R “- 28 WMS
839X ¢ 76X M 2d
$ P S o+ M : $ oo
“ “ ¢ “ . M S0TH
¢ ¢ ¢ sosx ¢ " i Mwﬂ
o ¢ .. : : : X e R e
0 0 618X 0 0 0 £VTTX I
¢ ¢ o 4 ¢ ¢ i
¢ LT8X ¢ ¢ N ¢ 6ETTX I
’ ¢ ¢ N H ¢ 4=z
WWMM ¢ orx 0' M M 0 LETTX I
[N ey o ¢ ¢ $ ‘N
£79T ¢ orex ¢ ¢ ¢ M ¢ eex DKn oEs
= gy mm L ol G pmm s | o
8691 ¢ ¢ ¢ ¢ o) 124
X : ' ¢ ¢ N g ——
0. ¢ ¢ ¢ ¢ N ¢ “ = ﬂ 8k
¢ ¢ ¢ ¢ s ¢ ¢ = 1 o
aa ¢ M ¢ i U 902N
¢ 4 $ : ¢ ¢ ¢ ; . oen o
¢ ¢ s ¢ ¢ “ “ “ .mv £ 8TA 04 %020
o ¢l N rall ¢ ' ’ ’ = " = L |z |
e aw ¢ : ! $ ¢ g R o
M ¢ “ ¢ ¢ ¢ ¢ < €10 .
OE M ¢ ¢ M ¢ 121X = 9611
T2a1 “ ¢ ¢ ¢ “ “ ¢ orex [} ﬂ
on ¢ Sl gl ¢ : : g 3 3
’ “H . ¢ ¢ N B = o
i T ¢ ¢ ¢ ¢ e O o1 WEmm

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 22

>

< <&

07€d

v0€X

T0€T
00€T

i

962d
§620d
¥62d
€6CL

1621

88CH

S§8CT
8¢S
€8¢I
T8CH

082L

V.24

cLTL
TLTA

8924
1924

G921

29¢1

6LEV

Sled

TLET
1.4

69€4

L9eX
99¢€Y
S9€X
voed

z9ed

sty

€EEq
CTEEY

62ed
8zey
LTe1
9zeI
Sees
et
£2eYd

6TEL

121

12%S
(114728

80%A

90%H

E07N
(407N
TOvA

86€N

¢
¢
¢
¢
¢
¢
[eee1 @
¢
¢
¢

L8€S
98€1
S8€7T

¢8ed
T8€I

867d
L6%T
9674

¢
0 s6vY

0 6871

88%Y
L8%4

i

S8YL

€874
28vd
18%d

6.%d

0 8L%1

LLYN

¢ o
0 SLy1

3

6975
8974

|
0 9%

€971

T9%d
09%d
6371

8SVT

L¥Sd

LTSK

[aacys
Tes1
0zsh
6150

TLIX

049X

OQOQOI

N~ 0
[Ta Yol
© ©
<

OO & 00000

i

04
¢
¢

OO © S0 & S0

6.L93

LLSY
9,54

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

928X

OO0 POPOOOO 00

£2C8X

618X

+n

L18X

<> o &

PO @& GO 00 O VPO0PPPPG 00 90900 90 G090

T18X
018X

©
o
1<)
<

o)
0
~
<

£€8.LX

COPPPPP V0900009090909 OO 90000

w0
~
~
<

i

A . .

216X
116X

1)

706X

o
o
o)
<

£€88X
288X

048X
698X

678X

¢

A 4

COOPP & 900 & 900 VPP PPPPPG VP09 9900 9909909999999 9%99%990

E€T0TX
107X

¢
¢

L 2
-
(2]
o
51
>

Q@ COPPPPPPPPPPPPPPPPPPPG V0 VPP 990990 9990 29999999999

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

COOPPPPPPPPPPPPPPPPO & G0 V9099099999990 929999090

o
‘e
‘Ed
0 BETTX
¢
¢
:

i
4 =
¢ =
4 -
¢ =
¢ BY
¢ 1S

L127X M
¢ omex m
I
¢ oF
¢ -
¢ —
¢ <
¢ 2
¢ &
¢ =
0 06TTX °

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 23

36%

12%

28%

55%

o
[
I>

Chain N

191

D
0
=

SSA
SV

0
re
IIII‘:

671
8%I

S
==

3
&

evd
(4728

0%1

LEN

0ex
62D

124

0
N
[=}

N M
o
<

8TA

911
STI

{4458
121V
0ZTd

LTIN

STIN
4228

111d

601D

3

SOTH

€0TL
COTI

0018

860

S6d

A 4
IIIIIIIIIIIII‘N IIII
)
=

S8A
78N

181

8.4

© ~
~ S
II:h -

<
~
=

o
2
->

198

S91

€9M
294

711

8ETT
LETY

€ETH

[4t4

oved
6€CTN
8ecd
LETK

Lged

¥eer

j3448

6121
812

9TCZN

%

z1ea
1128

90CZN

702a

zozh

0021

4

00€T

3

v.2d

(kAN
T.LZA

8924
L92H

S9CL

2921

8GC1
LS2TN
9G24

52N
€5CM

69e4d

1983

< w0 ©
© © ©
M om0
[

L2¥1

11474
(14728

6SEN
85EN
LS€T

v5ed

oven
TYEM

€€EQ
2ELY

6ced
8CEV
L2ET
92eL
gees
e
€24

6TEL

0 L¥BA

9%¥H

{47474

0EPN

8¢vd

e SO0 o0 o

8074

3

€874

18%d

6.%3

0 SLY1

69%S
8974

0 v9%a

€971

T9%d
09%d
6SVI

8971

€54

]
re)
A
=

Lo s 2 2 2 2 2 4

0S¥d

¢

L 2

€751

1291

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

> S

OO & SO O oo o

€L9X
CL9X

049X

6.9%

LLSY

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

YELY

[T
S o
s
<

@ 00O

8T.LX

F

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

< 00O

0 ©
m M
w©
I

[415¢
116X

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
04
¢
04
¢
04
¢

0

<&

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

678X

COOPPP V0009000909000 PPG 90090000 O o000

S8LX
€8.X
SLLX

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 24

107X

COOPPO & GO0 & 00 VPPV PPPPG V0990 990 9999999999999 99% > 290 o

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

YoT1X

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

11%

B6ETTX N
Morm 2
¢
¢
¢
¢

el
! =
¢ <
¢ A
¢ )
e =
¢ e b
¢ s i
’ T s
0 9TZTX rw..
¢
¢ -
¢ —
: <
= ..
¢ g ©
¢ 2 g
¢ = 2
° @)

65T

SSA
SV
£5d

TS8

671
8¥I

~
<
lm

o
< <
MM

(4728

071

LEX

oex
620

124

sca

€cd
(44

0
3
I>.

©
—
pE)

STI

2198

0214

LTIN
STIN
4928
11Ta

601D

3

SOTH

€071
COTH

00TS

©
D
o

<
-NImI
i3 [}
=1 5]

S84
8N

181

-
o
©

I>

8.4

9.4

L0
E€LA

711

8€ETT
LETY

€ETH

0€Td

8CT1

9C1s
ST
YTIN

{445}

TSy

S¥C1

902N

¥02a

zozh

0021

9611
v61d
CBTA
0674
681d
881S

9810

¢

0T€D

¢

Y0EX

2oeT
T0eT
00€T

i

96cd
g62a
¥62d
€6CL

1621

88CH

v.cd

(kAN
TLZA

8924
1924

9921

29CI

T8€EI

6LEY

TYEM

€€Eq
TEEY

62ed
8CeY
Lger
92eI
gees
et
£2eYd

6TEL

i747:¢

5374748

e S0 o0 o

L2¥1

11445
(114728

80%A

8674
L6%1
9674

S6%Y

L 2 4

0 6871

8874
1,8%4

S8YL

€874
28vd
18%d

6.%4

0 8LYI

LLYN

¢ o
0 SLYT

3

L & 4

6975
8974

0 $9%a

€9%1

T9%d
09%d
6SV1

8G¥1

zsvlL
=1

LA B C 2 2 2 2 2 2 4

L 4

A 4

R LDWIDE

L¥Sd
9751

€¥ST

8€ST

e
€€9d

LTSK

w_ 0

PROTEIN DATA BANK



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 25

>

L 2
-
(2]
o
=]
<

4 ¢
¢ ¢
“ 0 “ 0 €T0TX “
I ¢ ¢ ¢ ZT0TX “ M
-l ¢ ¢ ’ ¢ ¢
e ¢ ¢ ¢ M ¢
899X 0 0 0 0 0 0
¢ ¢ M ¢ ¢ ¢
¢ ¢ ' : ! ¢ '
¢ o ¢ csx M M ¢ ¢ —
¢ ¢ osx “ “ “ ¢ ﬂ MMM ﬂﬂS 1923
\ ¢ “ “ “ 766X “ “ I Gt . ’ o1€b
. s ¢ ’ ’ ¢ e
¢ s ¢ “ ¢ MHH ¢ ¢ ¢ NMM MMM 9,74 E ¢
e o - BB ,wma BEORE
’ ‘ 0 ’ x L
¢ ¢ ¢ ¢ ¢ S s i e voei
’ ’ ¢ ¢ ¢ or o i
¢ Qe ¢ ¢ ¢ e oczd o
¢ ¢ ¢ cosx ¢ ¢ r 89T
PELX ¢ ¢ ¢ ¢ l k 1978 r
“ ol ¢ ¢ N “ v o - .
¢ ] ¢ ¢ ¢ 2 e ciowe o secL
¢ ovx “ Sl ¢ LR ¢ “ “ m @ — 00TS T ﬁ #
i M ¢ ¢ M4 l Iwma Lz23
0 T “ “a “ ¢ ouex ” “ “ m w“NH Im
¢ ¢ cara Tee1
ol o e omm ¢ : g $ g e
¢ LTLX ¢ ¢ ¢ ¢ e k €821
M o' oex 9TZN Immﬁ._
TE9X 0* “ ¢ “ “ ¢ “ < k 6711 01 08zl
¢ ¢ ¢ ¢ ¢ ¢ ¢ ) 124 8971
gt S SRS M epm SN | o= Cem e L
M ¢ Shmm ¢ ¢ $ ¢ = e oH
H OH “ L4 H “ “ H m m/” tea m | yie 902N ﬂ
. “ SOLX “ ¢ M “ M ovn m n . ogn %11 a 1220
¢ eox “ “ “ ¢ “ “ ¢ omnx g 2 k mww 8eT1 a 80z
0 119X 0 —_ 2 911 9.4 LETV | tozk 1924
¢ ¢ ¢ ¢ ¢ o STI [ e | . 0021 4
0 0 “ SLLX “ “ “ m “ m. 219’8 MMW . . I
¢ ¢ ¢ ¢ ¢ 44 %1 9611 29zT
el UL Sk i JEE fEe sled WS Sl
M ¢ ¢ ¢ : = .. 195 4 4 8521
“ ¢ ¢ ¢ 4 M M w A [ ee1 | CTeTL 52N
0830 ¢ ¢ ¢ ¢ ¢ ¢ ¢ < o 99T 9ets 0673 9524
B e e e ! ; ¢ Jam = % o I
e R ¢ 4 ¢ e O = BEE B B

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 26

¢8ed
T8€I

B6LEY

S e SO0 o0 o

6SEN

st

TSEL
0S€eL
67T
8veN

+

TYEM

€€Eq
TEEY

6ced
8CEY
Lger
92eI
gees
et
€Y

6TEL

0 LYYA
|

537472

0EYN

LT¥1

114745
(14728

80%A

907H

E07N
2TovA
TOVA

86EN
L6€Q

68€1
88€T
L8ES
98€T
S8ET

16V
0 96%d
0 s6v4

0 6871

8874
L8%4

i

S8Y.L

€874
28vd
18%d

6.%3

0 8LYI

LLYN

¢ o |
0 SLYT

3

69%S
8974

|
0 9%a

€971

T9%d
09%d
6SV1

8G¥1

Ao s o 2 2 2 2 4

[4ciAn
=

0S%d

LLSV
9,54

L¥Sd

oE=a

€L9X

S e <
COPOPPO 900 900 09090000000

4

859X
159X

OO & V00O

i

> o

OO & SO & o o

6193

o]

<

o
o
~
<

¢
04
¢
¢
¢
¢

F

©® OO0 OPO G000

T
o
S
>

> o

COPPP VP00 PPPPPPPPP00O G000 0

o [Ted
0 @
~ ~
3 <

0
N~
~
>

%

PO © GO 00 O VP09 PO 99000 99090 9O G090

COOPPPO & 900 O 90 VPP PPPPP V0990 990 9990999999929 9999% > 290 9

L A A . e aaaa

3]
—
)
>

<>

N Sy
o o
o) <)
> <

CT0TX

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
04
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

06TTX

88TTX

~
©
—
—
<

YITTX

C¢STIX

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

L12TX
91CTX

e Molecule 1: Apaf-1 related killer DARK

37%

11%

29%

55%

Chain Q:

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-2871, 3J9L

wwPDB EM Validation Summary Report

Page 27

2

£70TX
Z107X
(- R
$ ¢
0 0 9€8X
0 0 ge8x
¢ 4 M
’ ¢ s
9voH ¢ ¢ ¢ ceex
| ¢ ¢ “
[243 evT 266X
k T2y . [ oseH | s N ¢ M ree
691 ocH ¢ ¢ ¢ 066X
I N ¢ ¢ 0 928X TI6X
= & B T iz B g T
EENY
o STIN zis1 ¢ ¢ £28X
ead YITA T ¢ ¢ ¢ N
1 I Y0EA | oa “ ¢ ¢ 706X
" gosy | 6984
671 T11d 20€T I [o]5572') ‘ 0 ‘ peses
8v1 Imoa TOET L9831 ¢ ¢
LvH 0081 99g4 0. PELX ¢ x|
o N R $ omiea e
v ImoE 9623 | gosv ¢ Nmﬁ ¢
MWW £OTL mem 29ed 0 STLX
18X
| ows ﬁ Eoct I [5:¢ TL6X
7 0078 I&ﬁ. mmmn 1278 ¢ DG

s 5 (472

LEX

L¥Sd

@ 0000

a6a el

¢
¢
¢

261

0
N
a

3

oex
620

L4
¢

o
i=3
1)
<

PO COPPP & VPP & 90 VPPV PPP 999990 990 9999999999999 9%90 o

£88X
288X

o N MW o ©

@ 000 0 0 0 MW

N NN NANA N

HEHTH®BAAE D
W M O
< & 1
™00
XA BB

©

3

=

) )
@ @
~ ~
> <

st +n

702a

8924

©

~

%}

V)

V)

e}

a
-
o
&
=

¢ =1
a8 TVEN 907H H
£z beN vitd ¢ I
5 il £
£bTd | L0zM 2iTL £0VN
181 CTeTd 902N 1L2A ¢ covA
08A s

911 LLA 8ETT [ 1924 zeen 86EA
STI 9.4 LETY 048X

698X

|
~
o
[52]
a

0021 S92L 6ced ‘

@ OO0 OO SO0

)
~
~
(sl

e}
8I
<
PO @& GO & GO G0 G VPPV PPO 90 9090 O 9900 O O 999999999090

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

OO & VOO O O SGo00

¢
S G . ¢
£ v.0 I 8zEY
€20 . 121 ¢ TR
€ETY z9Z1 9zeT 0
zeTT 96T . sees ¢ R
| 1eTA | g6t $2eT
0ETd 7674 gzen ¢ e 6150 ¢
eTtd | eeTT 8521 I 68€1 ¢ cm
198 8211 T6TA 182N 88€T ¢ e ¢ 678X
991 | Leta A 9524 0zeN 1888 oo
891 9218 067 | gsey 6TEL 98€T ¢
%91 STTA 681d 79N 98T l 0'
£9M $CIN 881S €9z [ ] ¢ 118V 219X
294 | gTTk | 8IN zsey z8ed ¢ v 9,54 | 19X

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe



Page 28 wwPDB EM Validation Summary Report EMD-2871, 3J9L

PO VPP PPPPPPPPPPPPPPPPPP V900 VPP V9990 99900 9999990999090

L 4
—
(o)
S
S
<

COOPPPPPPPPPPPPPPPPPPP O 990 9909909909909 29999090 SO SO0 oOoO

I

31

X11

-
—
>

QiOO @ COPPPPPO & O VP99 P09000O oo

X1234
X1239
X1243

X1216



Page 29

wwPDB EM Validation Summary Report

EMD-2871, 3J9L

4 Experimental information (i)

Property Value Source

EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, D8 Depositor
Number of particles used 9354 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method Each particle Depositor
Microscope FEI POLARA 300 Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A2) 28 Depositor
Minimum defocus (nm) 1600 Depositor
Maximum defocus (nm) 6600 Depositor
Magnification 104748 Depositor
Image detector FEI FALCON II (4k x 4k) Depositor
Maximum map value 0.404 Depositor
Minimum map value -0.230 Depositor
Average map value 0.000 Depositor
Map value standard deviation 0.021 Depositor
Recommended contour level 0.0643 Depositor
Map size (A) 428.80002, 428.80002, 428.80002 wwPDB

Map dimensions 320, 320, 320 wwPDB

Map angles (°) 90.0, 90.0, 90.0 wwPDB

Pixel spacing (A) 1.34, 1.34, 1.34 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:
DTP

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 | py/q7 #4|Z| >5 RMSZ 4 Z| >5
1 A 0.83 8/4548 (0.2%) 1.22 48/6149 (0.8%)
1 C 0.80 5/4548 (0.1%) 1.22 49/6149 (0.8%)
1 D 0.80 5/4548 (0.1%) 1.22 50/6149 (0.8%)
1 E 0.80 5/4548 (0.1%) 1.22 49/6149 (0.8%)
1 F 0.80 5/4548 (0.1%) 1.22 50/6149 (0.8%)
1 G 0.80 | 5/4548 (0.1%) | 1.22 | 49/6149 (0.8%)
1 H 0.80 5/4548 (0.1%) 1.22 50/6149 (0.8%)
1 | 0.80 5/4548 (0.1%) 1.22 49/6149 (0.8%)
1 J 0.80 5/4548 (0.1%) 1.22 50/6149 (0.8%)
1 K 0.80 5/4548 (0.1%) 1.22 49/6149 (0.8%)
1 L 0.80 5/4548 (0.1%) 1.22 50/6149 (0.8%)
1 M 0.80 5/4548 (0.1%) 1.22 49/6149 (0.8%)
1 N 0.80 5/4548 (0.1%) 1.22 50/6149 (0.8%)
1 O 0.80 5/4548 (0.1%) 1.22 49/6149 (0.8%)
1 P 0.80 5/4548 (0.1%) 1.22 50/6149 (0.8%)
1 Q 0.80 5/4548 (0.1%) 1.22 49/6149 (0.8%)
All All 0.81 | 83/72768 (0.1%) | 1.22 | 790/98384 (0.8%)

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 5
1 C 0 5
1 D 0 5
1 E 0 5
1 F 0 5
1 G 0 5
1 H 0 5

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 I 0 5
1 J 0 5
1 K 0 5
1 L 0 5
1 M 0 5
1 N 0 5
1 O 0 5
1 P 0 5
1 Q 0 6

All All 0 81

The worst 5 of 83 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 C 86 LYS | CA-CB | -17.11 1.27 1.53
1 E 86 LYS | CA-CB | -17.11 1.27 1.53
1 G 86 LYS | CA-CB | -17.11 1.27 1.53
1 I 86 LYS | CA-CB | -17.11 1.27 1.53
1 K 86 LYS | CA-CB | -17.11 1.27 1.53

The worst 5 of 790 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 C 411 | VAL | N-CA-CB | -20.45 88.48 112.40
1 E 411 | VAL | N-CA-CB | -20.45 88.48 112.40
1 G 411 | VAL | N-CA-CB | -20.45 88.48 112.40
1 I 411 | VAL | N-CA-CB | -20.45 88.48 112.40
1 K 411 | VAL | N-CA-CB | -20.45 88.48 112.40

There are no chirality outliers.

5 of 81 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 276 | SER Peptide
1 A 281 | THR | Mainchain
1 A 33 | GLN Peptide
1 A 36 | PRO Peptide
1 A 75 LYS | Mainchain
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5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 7031 0 5108 1009 0
1 C 7031 0 5108 1023 0
1 D 7031 0 5108 1023 0
1 E 7031 0 5108 1023 0
1 F 7031 0 5108 1035 0
1 G 7031 0 5108 1019 0
1 H 7031 0 5108 1034 0
1 I 7031 0 5108 1023 0
1 J 7031 0 5108 1026 0
1 K 7031 0 5108 1024 0
1 L 7031 0 5108 1021 0
1 M 7031 0 5108 1019 0
1 N 7031 0 5108 1026 0
1 O 7031 0 5108 1020 0
1 P 7031 0 5108 1031 0
1 Q 7036 0 5106 1018 0
2 C 30 0 12 19 0
2 D 30 0 12 20 0
2 E 30 0 12 19 0
2 F 30 0 12 19 0
2 G 30 0 12 19 0
2 H 30 0 12 20 0
2 I 30 0 12 18 0
2 J 30 0 12 19 0
2 K 30 0 12 20 0
2 L 30 0 12 20 0
2 M 30 0 12 19 0
2 N 30 0 12 18 0
2 O 30 0 12 18 0
2 P 30 0 12 18 0
2 Q 30 0 12 19 0

All All 112951 0 81906 15884 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 82.

The worst 5 of 15884 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:J:174:-MET:CE | 1:J:241:LEU:HB2 1.26 1.66
1:N:174:MET:CE | 1:N:241:LEU:HB2 1.26 1.66
1:M:174:MET:CE | 1:M:241:LEU:HB2 1.26 1.64
1:C:174:MET:CE | 1:C:241:LEU:HB2 1.26 1.64
1:.1:174:-MET:CE 1:1:241:LEU.HB2 1.26 1.64

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 529/1103 (48%) 468 (88%) | 56 (11% (1%) 147 48
1 C 529/1103 (48%) 469 (89%) | 55 (10% 5 (1%) 147 48
1 D 529/1103 (48%) 468 (88%) | 56 (11% 5 (1%) 147 48
1 E 529/1103 (48%) 469 (89%) | 55 (10% 5 (1%) 147 48
1 F 529/1103 (48%) 468 (88%) | 56 (11% 5 (1%) 147 48
1 G 529/1103 (48%) 469 (89%) | 55 (10% 5 (1%) 147 48
1 H 529/1103 (48%) 468 (88%) | 56 (11% 5 (1%) 147 48
1 I 529/1103 (48%) 469 (89%) | 55 (10% 5 (1%) 147 48
1 J 529/1103 (48%) 468 (88%) | 56 (11% 5 (1%) 147 48
1 K 529/1103 (48%) 469 (89%) | 55 (10% 5 (1%) 147 48
1 L 529/1103 (48%) 468 (88%) | 56 (11% 5 (1%) 147 48
1 M 529/1103 (48%) 469 (89%) | 55 (10% 5 (1%) 147 48
1 N 529/1103 (48%) 468 (88%) | 56 (11% 5 (1%) 147 48
1 O 529/1103 (48%) 469 (89%) | 55 (10% 5 (1%) 147 48
1 P 529/1103 (48%) 468 (88%) | 56 (11% 5 (1%) 147 48
1 Q 529/1103 (48%) 469 (89%) | 55 (10% 5 (1%) 147 48

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

All | All | 8464/17648 (48%) | 7496 (89%) | 888 (10%) | 80 (1%) | | 16| 48

5 of 80 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 99 PRO
1 A 409 SER
1 C 99 PRO
1 C 409 SER
1 D 99 PRO

5.3.2 Protein sidechains ()

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all 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 500/551 (91%) 363 (73%) |
1 C 500/551 (91%) 364 (73%)

1 D 500/551 (91%) 363 (73%)
1 E 500/551 (91%) 364 (73%)
1 F 500/551 (91%) 363 (73%)
1 G 500/551 (91%) 364 (73%)
1 H 500/551 (91%) 363 (73%)
1 I 500/551 (91%) 364 (73%)
1 J 500/551 (91%) 363 (73%)
1 K 500/551 (91%) 364 (73%)
1 L 500/551 (91%) 363 (73%)
1 M 500/551 (91%) 364 (73%)
1 N 500/551 (91%) 363 (73%)
1 0O 500/551 (91%) 364 (73%)
1 P 500/551 (91%) 363 (73%)
1 Q 500/551 (91%) 364 (73%)
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles

All | ALl | 8000/8816 (91%) | 5816 (73%) | 2184 (27%) | |

5 of 2184 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 O 235 LYS
1 O 562 LEU
1 O 233 LYS
1 Q 93 LYS
1 G 297 VAL

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 251
such sidechains are listed below:

Mol | Chain | Res | Type
1 I 129 GLN
1 P 117 ASN
1 K 47 HIS
1 P 26 ASN
1 Q 117 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)

15 ligands are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The

WO RLDWIDE
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Link column lists molecule types, if any, to which the group is linked. 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| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link Count?onf({il\/llgrzlgt:és\Z | > 2 CountsBorPl{(li\/[gIZlgljésé]Z | > 2
2 | DTP | G [1301] - [31,32,32] 143 | 4 (12%) | 46,5050 | 1.79 | 9 (19%)
2 | DTP | D |[1301| - [31,3232] 143 | 4(12%) | 46,5050 | 1.79 | 9 (19%)
2 | DTP | C [1301] - [31,3232] 143 | 4 (12%) | 46,5050 | 179 | 9 (19%)
2 [ DTP | 1 [1301| - |31,3232] 143 | 4 (12%) | 46,50,50 | 1.79 | 9 (19%)
o [ DTP | J 1301 - [31,3232] 143 | 4 (12%) | 46,50,50 | 1.79 | 9 (19%)
2 [ DTP | L [1301]| - [31,3232] 143 | 4 (12%) | 46,5050 | 1.79 | 9 (19%)
2 [ DTP | M [1301| - [31,3232] 143 | 4 (12%) | 46,50,50 | 1.79 | 9 (19%)
2 [ DTP | Q [1301]| - [31,3232] 143 | 4 (12%) | 46,50,50 | 1.79 | 9 (19%)
2 [ DTP | E [1301| - [31,3232] 143 | 4 (12%) | 46,5050 | 1.79 | 9 (19%)
2 [ DTP | H |1301| - [31,3232] 143 | 4 (12%) | 46,50,50 | 1.79 | 9 (19%)
2 | DTP | N [1301] - [31,3232] 143 | 4 (12%) | 46,5050 | 1.79 | 9 (19%)
2 DTP F 1301 - 31,32,32 | 143 4 (12%) | 46,50,50 | 1.79 9 (19%)
2 [ DTP | P 1301 - [31,3232] 143 | 4 (12%) | 46,50,50 | 179 | 9 (19%)
2 [ DTP | K [1301| - [31,3232] 143 | 4 (12%) | 46,5050 | 1.79 | 9 (19%)
2 [DTP | O [1301| - [31,3232] 143 | 4 (12%) | 46,50,50 | 1.79 | 9 (19%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
-” means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 DTP G 1301 - - 6/22/34/34 | 0/3/3/3
2 DTP D 1301 - - 6/22/34/34 | 0/3/3/3
2 DTP C 1301 - - 6/22/34/34 | 0/3/3/3
2 DTP I 1301 - - 6/22/34/34 | 0/3/3/3
2 DTP J 1301 - - 6/22/34/34 | 0/3/3/3
2 DTP L 1301 - - 8/22/34/34 | 0/3/3/3
2 DTP M 1301 - - 8/22/34/34 | 0/3/3/3
2 DTP Q 1301 - - 8/22/34/34 | 0/3/3/3
2 DTP E 1301 - - 6/22/34/34 | 0/3/3/3
2 DTP H 1301 - - 6/22/34/34 | 0/3/3/3

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 DTP N 1301 - - 8/22/34/34 | 0/3/3/3
2 DTP F 1301 - - 6/22/34/34 | 0/3/3/3
2 DTP P 1301 - - 8/22/34/34 | 0/3/3/3
2 DTP K 1301 - - 8/22/34/34 | 0/3/3/3
2 DTP 0] 1301 - - 8/22/34/34 | 0/3/3/3
The worst 5 of 60 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 D 1301 | DTP | C5-C4 | 4.74 1.47 1.39
2 F 1301 | DTP | C5-C4 | 4.74 1.47 1.39
2 H 1301 | DTP | C5-C4 | 4.74 1.47 1.39
2 J 1301 | DTP | C5-C4 | 4.74 1.47 1.39
2 L 1301 | DTP | C5-C4 | 4.74 1.47 1.39
The worst 5 of 135 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
2 D 1301 | DTP | C5-C4-N3 | -5.86 118.65 126.72
2 F 1301 | DTP | C5-C4-N3 | -5.86 118.65 126.72
2 H 1301 | DTP | C5-C4-N3 | -5.86 118.65 126.72
2 J 1301 | DTP | C5-C4-N3 | -5.86 118.65 126.72
2 L 1301 | DTP | C5-C4-N3 | -5.86 118.65 126.72
There are no chirality outliers.
5 of 104 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
2 C 1301 | DTP | C5-05-PA-O2A
2 C 1301 | DTP | C5-05-PA-O3A
2 C 1301 | DTP | C4’-C5-0O5’-PA
2 C 1301 | DTP 04-C1-N9-C4
2 D 1301 | DTP | C5-05-PA-O2A

There are no ring outliers.

15 monomers are involved in 285 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 G 1301 | DTP 19 0
2 D 1301 | DTP 20 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Clashes | Symm-Clashes
1301 | DTP 19
1301 | DTP 18
1301 | DTP 19
1301 | DTP 20
1301 | DTP 19
1301 | DTP 19
1301 | DTP 19
1301 | DTP 20
1301 | DTP 18
1301 | DTP 19
1301 | DTP 18
1301 | DTP 20
1301 | DTP 18

2| o] b | o] po| o] b | bo| o b po| b | b
O|=| 0=zl = HO| Z| | —| =
olo|ojlo|oo|ojlo|o|olo|o|lo

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand DTP D 1301

Bond lengths

Bond angles

Torsions

Rings




Page 41 wwPDB EM Validation Summary Report

EMD-2871, 3J9L

Ligand DTP C 1301
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Ligand DTP I 1301
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Ligand DTP J 1301
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Ligand DTP L 1301

Bond lengths

Bond angles

Torsions

Rings




Page 45 wwPDB EM Validation Summary Report EMD-2871, 3J9L

Ligand DTP M 1301
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Ligand DTP Q 1301
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Ligand DTP E 1301
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Ligand DTP H 1301
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Ligand DTP N 1301
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Ligand DTP F 1301
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Ligand DTP P 1301
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Ligand DTP K 1301
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Ligand DTP O 1301

Torsions
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 A 39
1 C 39
1 D 39
1 E 39
1 F 39
1 G 39
1 H 39
1 I 39
1 J 39
1 K 39

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

Mol | Chain | Number of breaks
1 L 39
1 M 39
1 N 39
1 O 39
1 P 39
1 Q 39

The worst 5 of 624 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 A 583:ARG C 607:UNK N 28.65
1 C 583:ARG C 607:UNK N 28.65
1 D 583:ARG C 607:UNK N 28.65
1 B 583:ARG C 607:UNK N 28.65
1 F 583:ARG C 607:UNK N 28.65
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-2871. 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: 160 Y Index: 160 7 Index: 160
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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: 188 Y Index: 188 7 Index: 185

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.


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 0.0643.
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.
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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 0.0643

Voxel count (logl0)

T T T
-0.2 -0.1 0.0 0.1 0.2 0.3 0.4
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

80000 -

70000

60000 -+

50000 -+
— \olume

Recommended contour

40000 - level 0.0643

volume (hm?3)

30000 -

20000

10000 A

D —

T T
-0.2 -0.1 0.0 0.1 0.2 0.3 0.4
Contour level

The volume at the recommended contour level is 1179 nm?; this corresponds to an approximate
mass of 1065 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
Reported resolution
4.00 A=

Intensity (logl0)
0

0.00 005 010 01> 020 025 030 035
Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.250 A1
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8 Fourier-Shell correlation (i)

This section was not generated. No FSC curve or half-maps provided.


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

This section contains information regarding the fit between EMDB map EMD-2871 and PDB
model 3J9L. Per-residue inclusion information can be found in section 3 on page 7.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.0643
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

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 (0.0643).


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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Contour level

At the recommended contour level, 64% of all backbone atoms, 58% 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 (0.0643) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.5790 . 0.2060
A B 0.5770 . 0.2050
C B 0.5790 . 0.2050
D  0.5790 . 0.2070
E  0.5790 . 0.2040
F B 0.5790 I (0.2060
G B 0.5790 I (0.2050
H B 0.5790 . 0.2060

I B 0.5790 . 0.2050
J B 0.5790 . 0.2070
K  0.5790 . (0.2050
L  0.5790 . 0.2070
M s 0.5790 I (0.2050
N B 0.5790 . 0.2060
@) B 0.5790 . 0.2050
P B 0.5790 . 0.2070
Q B 0.5790 . 0.2050

1.0

0.0
W <0.0
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