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This is a Full wwPDB EM Validation 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.dev70

Mogul : 1.8.5 (274361), CSD asb41be (2020)
MolProbity : 4.02b-467
buster-report : 1.1.7 (2018)
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)

MapQ : 1.9.13

Ideal geometry (proteins) : Engh & Huber (2001)

Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.36


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 6.90 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 - (22
Ramachandran outliers 0 T 3%
Sidechain outliers I 13.6%
Worse Better

I 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
1 A 1221 — 52% 38% 8% -
1 B 1221 = 52% 38% 8% -
1 C 1221 —_— 52% 38% 8% -
1 D 1221 —_— 52% 38% 8% -
1 E 1221 —_— 52% 38% 8% -
1 F 1221 —_— 53% 38% 8% -
1 G 1221 — 52% 38% 8% -
1 H 1221 —_— 52% 38% 8% -

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK


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

Page 3 Full wwPDB EM Validation Report EMD-5235, 4V4L

Continued from previous page...

Mol | Chain | Length Quality of chain
1 I 1221 —_— 52% 38% 8% -
1 J 1oy | —— 355 Ca
1 K 1221 e 52% 38% 8% -
1 L 1221 = 52% 38% 8% -
1 M 1221 — 52% 38% 8% -
1 N 1221 = 52% 38% 8% -
1 O 1221 —_— 52% 38% 8% -
1 P 1221 —_— 53% 38% 8% -

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
3 DTP A 1402 - - X -
3 DTP B 1402 - - X -
3 DTP C 1402 - - X -
3 DTP D 1402 - - X -
3 DTP E 1402 - - X -
3 DTP F 1402 - - X -
3 DTP G 1402 - - X -
3 DTP H 1402 - - X -
3 DTP I 1402 - - X -
3 DTP J 1402 - - X -
3 DTP K 1402 - - X -
3 DTP L 1402 - - X -
3 DTP M 1402 - - X -
3 DTP N 1402 - - X -
3 DTP O 1402 - - X -
3 DTP P 1402 - - X -
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 128176 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 1215 7980 4994 1446 1514 26 0 0

Total C N O S
1 B 1215 7980 4994 1446 1514 26 0 0

Total C N @) S
1 C 1215 7980 4994 1446 1514 26 0 0

Total C N @) S
1 D 1215 7980 4994 1446 1514 26 0 0

Total C N O S
1 2 1215 7980 4994 1446 1514 26 0 0

Total C N O S
1 K 1215 7980 4994 1446 1514 26 0 0

Total C N O S
1 G 1215 7980 4994 1446 1514 26 0 0

Total C N O S
1 H 1215 7980 4994 1446 1514 26 0 0

Total C N O S
1 I 1215 7080 4994 1446 1514 26 0 0

Total C N O S
1 J 1215 7080 4994 1446 1514 26 0 0

Total C N O S
1 K 1215 7080 4994 1446 1514 26 0 0

Total C N O S
1 L 1215 7080 4994 1446 1514 26 0 0

Total C N O S
1 M 1215 7080 4994 1446 1514 26 0 0

Total C N @) S
1 N 1215 7080 4994 1446 1514 26 0 0

Total C N @) S
1 0 1215 7080 4994 1446 1514 26 0 0

Total C N O S
1 P 1215 7980 4994 1446 1514 26 0 0

There are 96 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment Reference
A -5 HIS - expression tag | UNP Q7KLI1
A -4 HIS - expression tag | UNP Q7KLI1
A -3 HIS - expression tag | UNP Q7KLI1
A -2 HIS - expression tag | UNP Q7KLI1
A -1 HIS - expression tag | UNP Q7KLI1
A 0 HIS - expression tag | UNP Q7KLI1
B -5 HIS - expression tag | UNP Q7KLI1
B -4 HIS - expression tag | UNP Q7KLI1
B -3 HIS - expression tag | UNP Q7KLI1
B -2 HIS - expression tag | UNP Q7KLI1
B -1 HIS - expression tag | UNP Q7KLI1
B 0 HIS - expression tag | UNP Q7KLI1
C -5 HIS - expression tag | UNP Q7KLI1
C -4 HIS - expression tag | UNP Q7KLI1
C -3 HIS - expression tag | UNP Q7KLI1
C -2 HIS - expression tag | UNP Q7KLI1
C -1 HIS - expression tag | UNP Q7KLI1
C 0 HIS - expression tag | UNP Q7KLI1
D -5 HIS - expression tag | UNP Q7KLI1
D -4 HIS - expression tag | UNP Q7KLI1
D -3 HIS - expression tag | UNP Q7KLI1
D -2 HIS - expression tag | UNP Q7KLI1
D -1 HIS - expression tag | UNP Q7KLI1
D 0 HIS - expression tag | UNP Q7KLI1
E -5 HIS - expression tag | UNP Q7KLI1
E -4 HIS - expression tag | UNP Q7KLI1
E -3 HIS - expression tag | UNP Q7KLI1
E -2 HIS - expression tag | UNP Q7KLI1
E -1 HIS - expression tag | UNP Q7KLI1
E 0 HIS - expression tag | UNP Q7KLI1
F -5 HIS - expression tag | UNP Q7KLI1
F -4 HIS - expression tag | UNP Q7KLI1
F -3 HIS - expression tag | UNP Q7KLI1
F -2 HIS - expression tag | UNP Q7KLI1
F -1 HIS - expression tag | UNP Q7KLI1
F 0 HIS - expression tag | UNP Q7KLI1
G -5 HIS - expression tag | UNP Q7KLI1
G -4 HIS - expression tag | UNP Q7KLI1
G -3 HIS - expression tag | UNP Q7KLI1
G -2 HIS - expression tag | UNP Q7KLI1
G -1 HIS - expression tag | UNP Q7KLI1
G 0 HIS - expression tag | UNP Q7KLI1
H -5 HIS - expression tag | UNP Q7KLI1

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

Chain | Residue | Modelled | Actual | Comment Reference
H -4 HIS - expression tag | UNP Q7KLI1
H -3 HIS - expression tag | UNP Q7KLI1
H -2 HIS - expression tag | UNP Q7KLI1
H -1 HIS - expression tag | UNP Q7KLI1
H 0 HIS - expression tag | UNP Q7KLI1
I -5 HIS - expression tag | UNP Q7KLI1
I -4 HIS - expression tag | UNP Q7KLI1
I -3 HIS - expression tag | UNP Q7KLI1
I -2 HIS - expression tag | UNP Q7KLI1
I -1 HIS - expression tag | UNP Q7KLI1
I 0 HIS - expression tag | UNP Q7KLI1
J -5 HIS - expression tag | UNP Q7KLI1
J -4 HIS - expression tag | UNP Q7KLI1
J -3 HIS - expression tag | UNP Q7KLI1
J -2 HIS - expression tag | UNP Q7KLI1
J -1 HIS - expression tag | UNP Q7KLI1
J 0 HIS - expression tag | UNP Q7KLI1
K -5 HIS - expression tag | UNP Q7KLI1
K -4 HIS - expression tag | UNP Q7KLI1
K -3 HIS - expression tag | UNP Q7KLI1
K -2 HIS - expression tag | UNP Q7KLI1
K -1 HIS - expression tag | UNP Q7KLI1
K 0 HIS - expression tag | UNP Q7KLI1
L -5 HIS - expression tag | UNP Q7KLI1
L -4 HIS - expression tag | UNP Q7KLI1
L -3 HIS - expression tag | UNP Q7KLI1
L -2 HIS - expression tag | UNP Q7KLI1
L -1 HIS - expression tag | UNP Q7KLI1
L 0 HIS - expression tag | UNP Q7KLI1
M -5 HIS - expression tag | UNP Q7KLI1
M -4 HIS - expression tag | UNP Q7KLI1
M -3 HIS - expression tag | UNP Q7KLI1
M -2 HIS - expression tag | UNP Q7KLI1
M -1 HIS - expression tag | UNP Q7KLI1
M 0 HIS - expression tag | UNP Q7KLI1
N -5 HIS - expression tag | UNP Q7KLI1
N -4 HIS - expression tag | UNP Q7KLI1
N -3 HIS - expression tag | UNP Q7KLI1
N -2 HIS - expression tag | UNP Q7KLI1
N -1 HIS - expression tag | UNP Q7KLI1
N 0 HIS - expression tag | UNP Q7KLI1
O -5 HIS - expression tag | UNP Q7KLI1

Continued on next page...



Page 7

Full wwPDB EM Validation Report

EMD-5235, 4V4L

Continued from previous page...

Chain | Residue | Modelled | Actual | Comment Reference
O -4 HIS - expression tag | UNP Q7KLI1
O -3 HIS - expression tag | UNP Q7KLI1
O -2 HIS - expression tag | UNP Q7KLI1
O -1 HIS - expression tag | UNP Q7KLI1
O 0 HIS - expression tag | UNP Q7KLI1
P -5 HIS - expression tag | UNP Q7KLI1
P -4 HIS - expression tag | UNP Q7KLI1
P -3 HIS - expression tag | UNP Q7KLI1
P -2 HIS - expression tag | UNP Q7KLI1
P -1 HIS - expression tag | UNP Q7KLI1
P 0 HIS - expression tag | UNP Q7KLI1

e Molecule 2 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf
9 A 1 Total Mg 0
1 1
Total Mg
2 B 1 1 1 0
9 C 1 Total Mg 0
1 1
9 D 1 Total Mg 0
1 1
Total Mg
2 E 1 1 1 0
Total Mg
2 F 1 1 1 0
9 G 1 Total Mg 0
1 1
Total Mg
2 H 1 1 1 0
Total Mg
2 I 1 1 1 0
Total Mg
2 J 1 1 1 0
9 K 1 Total Mg 0
1 1
Total Mg
2 L 1 1 1 0
9 M 1 Total Mg 0
1 1
p N 1 Toltal N{g 0

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

Mol | Chain | Residues Atoms AltConf
9 0 1 Total Mg 0
1 1
Total Mg
2 P 1 1 1 0

e Molecule 3 is 2-DEOXYADENOSINE 5-TRIPHOSPHATE (three-letter code: DTP) (for-
mula: C10H16N5012P3>.

DTP
NH,
NI N
" o™
c2 <\\\ ’| - C-)L-H
:3]- Oy C:q,.P =
HO he 0 ey oM
- a2 o P cee
g’ o, AH
h cas =\:_P_:
Mol | Chain | Residues Atoms AltConf
Total C N O P
3 A 1 30 10 5 12 3 0
Total C N O P
3 B 1 30 10 5 12 3 0
Total C N O P
3 C I 30 10 5 12 3 0
Total C N O P
3 b 1 30 10 5 12 3 0
Total C N O P
3 2 1 30 10 5 12 3 0
Total C N O P
3 K 1 30 10 5 12 3 0
Total C N O P
3 G ! 30 10 5 12 3 0
Total C N O P
3 H 1 30 10 5 12 3 0
Total C N O P
3 I 1 30 10 5 12 3 0

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

Mol | Chain | Residues Atoms AltConf
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8%

green = 0, yellow = 1, orange = 2

38%

Full wwPDB EM Validation Report

52%

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

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:
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.
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