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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
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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
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:

FELECTRON MICROSCOPY

The reported resolution of this entry is 3.70 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric

Clashscore I
Ramachandran outliers T
Sidechain outliers I

Worse

Percentile Ranks Value

[

0 Percentile relative to all structures

[I Percentile relative to all EM structures

- . 7
T 0.5%
T (4%

Better

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 4128 - 74% 14% . 11%
2 B 609 = 63% 16% 20%
13%
3 C 732 72% 17% 11%
4 D 24 92% 8%
4 F 24 88% 12%
5%
5 E 16 75% 6% 19%
5 G 16 100%

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#overall_quality
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 39835 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 DNA-dependent protein kinase catalytic subunit.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 A 3669 29107 18680 4932 5306 189 0 0
e Molecule 2 is a protein called X-ray repair cross-complementing protein 6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 B 490 3973 2545 677 733 18 2 0
e Molecule 3 is a protein called X-ray repair cross-complementing protein 5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 C 655 5247 3357 876 988 26 0 0

e Molecule 4 is a DNA chain called DNA (5-D(*GP*CP*AP*TP*GP*CP*TP*CP*TP*AP*

CP*TP*GP*CP*TP*TP*CP*GP*AP*TP*AP*TP*CP*G)-3).

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
4 b 24 484 233 82 146 23 0 0
Total C N O P
4 K 21 425 204 69 131 21 0 0

e Molecule 5 is a DNA chain called DNA (5-D(*AP*AP*GP*CP*AP*GP*TP*AP*GP*AP*

GP*CP*A)-3").

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
o 2 13 269 128 58 71 12 0 0
Total C N O P
o G 16 330 157 68 90 15 0 0



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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11%

14%

wwPDB EM Validation Summary Report
A red diamond above a residue indicates a poor fit to the EM map for
74%

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: 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

e Molecule 1: DNA-dependent protein kinase catalytic subunit

3 Residue-property plots (i)

and red = 3 or more.

Page 4
Chain A: T

9611
08TT
SLIA
TLTT
L97d

S9TA
YT

[44%
157453

9T
€ETA

8211
12TV

L1
2278
ved
98T
z8Y

€LT
CLS

798
098

0SA
L%S
(470
9EY
(491
118

01D
64

TLoY
89¥1
7ovA

82vd
LTV

S¢va

14548
eThd

OTFH
6070

90%Y
S8€A
08ed

LLEN

CGEN
ved
geexn
ceed
€0EH
00eM

96CA

v6cd

882a

9821

6928

L92A

85¢d

0€TT

8Tcs

ST1ed
jarace

€LST

€991

TOSN

LGSS

0%SKH

6250

L2SK

TZSA
02SY

L1799

€674

6874

s8vd

9.L%d

CTL9I

04971

L99K
9994

2991
199d
0991

8991
L3998

¥991

€91

0€9D

8194

9T9%

21971

019V
609Y
809d

9LSA

T6.La
€LLT
8S9.L1

YSLW
€80

0S.d
E€VLT
SELS
ceLd
8CTLS

veLa
€2.La

9TLA

9041

89K
T894

9.L9N

€L9L

¢
¢
¢
¢
¢
¢
¢
¢

656X
856H

§56Y
796D

196D
0564
676d

1

0zeL

11671
0164

L06T

€688

8884
1880

2888

6.8

§.18S

04871

698N
898)

9981

798D

060TY
€80TN
280T4d

6.L07TS
8LOTV

S.0Td
YL0TH

690TH

€90T1
290Td

6S0TT
SG0TN
€907d
67010
S70TL
9€0T4d

62070

920Td
S20T1

F

TZOTA

6T0TQ
8T0TA

71011
€T0TI

S00TQ

€00TS

00073

0660

986d
$864

[4°178
1961

¥SCT1

TeeTI

90211

€02TS

LBTTT

v81TYH

8.114

SLTTH

S9TT1

SPTITT

EVTITA
CYITH

LETTI
9ETTYH

YETTT

CETTA

0z1Ts
L1710
60TTd
90TTI
SOTTA
70111
€0TTV

00TTA
660Td

960TA

[47741]

SEVIN

[/44%: 8

STPTT

LOVTA
90%T1

0LETY

99€TL

6GETT
8GETT

TPETL
oveTYd

9EETL

EEETS

0EETA

062711

6.2T11

%9211

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

EMD-22618, TKOY

wwPDB EM Validation Summary Report

Page 5

66STD

88STd

¢8STT

TLSTN

89STN

¥9STS

09STA

SGSSTH

0%STL

8ESTT

GESTd
YESTN

§2STD

T0STd

€671d
88YTA

TLYTD
0L%1S

L9711
997 TN

7oVT1
€9%11

6SVTH
8SPT1

ovPIS

818TS

91814

11874

6081d
908TY
S08Td
Y08TIW
€087
2¢08TA
TO8TA
LBLTT
¥6.L10

S8LTI

TLLID
€318
0S.TT
€ELTL

0€LTd

9CLTS

L691d
€69TA
069TD
78911
8L9T1
89974

%9918

¢

9Y9TT
EVOTI
91971

€T9TH

GS6TA

¢S6TI

6%6TI

T¥6TH

Leetd

CT6TL

B606TN
80619

668TA

L68TN
96811

7681S

2681

068TH

€88T4

6.L8TA

048TY

998Th

T98TL

0S8TA

LE8TYH
9€8T1
SGEBTY

i

€€8T1

628TM

S§28T1

CT66TA

€8610

L

L9674

€96TH
C96TA

09613
63611

LS6TN

L0728

€0TCH

0.LgeN

292TH

Lvzed

LgTel

veceN

Lzeen

(544

,0geH

€02TL

86T2D
L6TCL
96TCM
€61C1
06TCA
98TCA

€8TCH

08124

¥otecn
L5724
9STCA
§§12d
0STZA

SETCN

€E€TCT

TE€TTD

62121
8cTcd

vZ12s

[4q %401

LTSCH

STSTM
vesed

§152d
V152N

90521

c6vea
T6%CL

¥8¥CA

08¥%CI

LLYTT

S.LYCN

€LY

TLyCE
L9%CL
T9vCd
fossiact

LTveyd
9CYCH

S19C1
[45%49N
18€ed
99€TH
CT9ETA
8veTh
8CeTd
80€TS
9628
0622d

98¢¢d

mhmuu
mhmwm
thﬁr
ﬂhmwm

ﬁmmmm

1€521

628283

128TSs
92821

vc8en
01828
66.2b
S6.2b

6.1

6828

8Y0€N

0%0€A

620€N1

8T0€S

000€d

S662H

08620

9,621
.62V

€162
TL6TA

8¥8¢4d

L6TET

€61€I
(4558

vL1E0

0L1ed
697€d

L97€Y
PoTEM

9GTed
SGTEA

6ETED
Le1€d
0ETED
9C1eT
0z1eT

LTTET
9TTES

ETTEN

01ED
€0T€I

160€T
€80€S
LLOET
090€Ss

TS0€ET

8veET

9EEET

LTEEN
gzeed

97€€T
CTIEEA
80€ed

00€EA
662EL

96Z€D
veces
8.zed
1.2
69zeYd
692€T
Lyzed

¥veea
€vCel

8ETEN
SETEN

922ed

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22618, TKOY

wwPDB EM Validation Summary Report

Page 6

LGS€Y

vssed

0GSEN

8¥5€D
LYSEL

¥¥sea
0ESEA
L9ved
€SVEY

6EVET

9TheEN

T2ved

ETVER

1T

06€€D

18€€d

S98€€T

€8eeh

6.LE€0
8LEEA

0 999€1

YS9EW

¢
’
‘ 199€T

=
¢

¢
¢

£E9ET

o=

TE9EN

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

B609EW

@ OO 00O o0

989€%

08SEN

S.LS€T

89S€T
L9SEA

66,4

68.L€Y4
88LET

L9L€T
65.e4
TSLEA
E€V.LEH
0vLET

9€LEN

8T.LEY

$0LED

T0LET

LB9EN

069€d
L89EW
€89€D
289€d
T89€Y

8L9€D

i

11074
0T0%S

80073

886€1

986EH

Z86€ES

+

S96€Y

3

896€T

8€6€1

SE6€D

CEBEN

0E6EA

8T6€T

€T6€1

€06EH

S68€d

188€d

§.8€d
v.8€4

L98€L

£98EN

cv8eM

8€8€d

ve8EY

Tegea

ST8ET

008€T

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

6TT7Yd
STTPN
() 357%]
SOTHY

00Tva
6607S

T60%V

€807
28074

8L07A
LLO%A

S.L0%4
v.L0%4

TLOVY

79071

n 6

g prote

-complementi

1I' Cross

: X-ray repai

e Molecule 2

. 20%

16%

63%

Chain B

v
s¥s

9ea
SEY

TeX

1221

612a

S121

i

1020

6614

28T

6.1d

S.1d

€L1d

S9TH

09T

8510

Sv1d
9IS

1

o &

6ETS

oeTyd
62T

L21D

T11d

80TT

SOT1T

TOTN

L6€T

v6eEN

68€D
88¢€x

LLED

cLed

€984
29eT

GSET

gsed
TSEN

9YEN

Tvea

8€eN

00eL

0624

8.0

S§L2N

6921
89ZA

992a

(4148
1921

14

(414

6%eH

o4t

G284

1194

YIS

v6vv

68YN

LLYS

3

6971
89%)
L9%3

£9%)

TovN

8570

9S¥d
SSPL

i

€SP

L

9V

L

674

LEVT
62%d

8TVl
LTV

9T¥d

{4548

0T¥vd

L0¥d

SOPN

TO%L

66€Y

pracrce

m b

g prote

-complementi

1I' CTOSS

: X-ray repai

e Molecule 3

X

—

—

.

X

~

—

X

o~

~
R
m
—

=

o=

o]

mMW

ompe

€070

98d
S8

€871

9LN
SL0

99N

o=

7oL
891
GGV
28a
€70

6EL
8€1

R LDWIDE

w_ 0

PROTEIN DATA BANK



Page 7 wwPDB EM Validation Summary Report EMD-22618, 7TKOY
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e Molecule 4: DNA (5-D(*GP*CP*AP*TP*GP*CP*TP*CP*TP*AP*CP*TP*GP*CP*TP*TP
*CP*GP*AP*TP*AP*TP*CP*G)-3")
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Chain D: 92% 8%

o
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o (&

e Molecule 4: DNA (5-D(*GP*CP*AP*TP*GP*CP*TP*CP*TP*AP*CP*TP*GP*CP*TP*TP
*CP*GP*AP*TP*AP*TP*CP*G)-3")

Chain F: 88% 12%

e Molecule 5: DNA (5-D(*AP*AP*GP*CP*AP*GP*TP*AP*GP*AP*GP*CP*A)-3’)
6%
Chain E: — 75% 6% 19%

<>
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e Molecule 5: DNA (5-D(*AP*AP*GP*CP*AP*GP*TP*AP*GP*AP*GP*CP*A)-3)

Chain G: 100%



Page 8 wwPDB EM Validation Summary Report EMD-22618, TKOY

There are no outlier residues recorded for this chain.
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4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 254646 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~ /Az) 45 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 0.135 Depositor
Minimum map value -0.072 Depositor
Average map value -0.000 Depositor
Map value standard deviation 0.003 Depositor
Recommended contour level 0.012 Depositor
Map size (A) 408.31998, 408.31998, 408.31998 wwPDB
Map dimensions 352, 352, 352 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.16, 1.16, 1.16 Depositor



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#experimental_info
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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 | o717 <5 | RMSZ #|Z| >5
1 A 0.45 | 0/29703 | 0.65 | 19/40166 (0.0%)
2 B 0.42 0/4056 0.67 4/5460 (0.1%)
3 C 0.35 0/5347 0.62 3/7208 (0.0%)
4 D 1.04 0/540 1.09 0/831
4 F 0.89 0/473 1.10 0/727
5 E 0.62 0/304 0.84 0/468
5 G 1.03 0/372 0.96 0/573
All All 0.47 | 0/40795 | 0.67 | 26/55433 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1

There are no bond length outliers.

The worst 5 of 26 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 A 2578 | GLU C-N-CA 8.90 143.94 121.70
1 A 3895 | GLU CB-CA-C 8.38 127.15 110.40
1 A 1290 | LEU | CB-CG-CD2 | -6.97 99.15 111.00
2 B 528 | LEU | CA-CB-CG | 6.83 131.01 115.30
1 A 468 | LEU | CA-CB-CG | 6.22 129.62 115.30

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 1727 | ARG | Sidechain



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#standard_geometry
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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 29107 0 29371 374 0
2 B 3973 0 4075 86 0
3 C 0247 0 5263 86 0
4 D 484 0 274 3 0
4 F 425 0 240 0 0
) E 269 0 146 2 0
) G 330 0 180 0 0
All All 39835 0 39549 532 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 7.

The worst 5 of 532 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)
2:B:245:LYS:0O 2:B:246:VAL:CG2 2.04 1.06
1:A:948:MET:H 1:A:949:PRO:HD2 1.20 1.00
1:A:948:MET:HG3 | 1:A:949:PRO:HD3 1.40 1.00
1:A:948:MET:H 1:A:949:PRO:CD 1.78 0.96
1:A:630:CYS:O 1:A:634:LEU:HB2 1.69 0.93

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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#close_contacts
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_backbone
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 3635/4128 (88%) | 3076 (85%) | 543 (15%) | 16 (0%) 34 69
2 B 488/609 (80%) | 410 (84%) | 73 (15%) 5 (1%) 151 51
3 C 645/732 (88%) | 547 (85%) | 94 (15%) 4 (1%) 25 62
All All | 4768/5469 (87%) | 4033 (85%) | 710 (15%) | 25 (0%) 32 66

5 of 25 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 948 MET
1 A 1772 HIS
1 A 2123 | PRO
1 A 2285 LEU
1 A 2573 | PRO

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 3207/3671 (87%) | 3156 (98%) | 51 (2%) 62 80
2 B 447 /548 (82%) 442 (99%) 5 (1%) 73 |85
3 C 586,/649 (90%) 582 (99%) 4 (1%) 841191
All All 4240/4868 (87%) | 4180 (99%) | 60 (1%) 68 |82

5 of 60 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 1837 | ARG
2 B 530 TYR
1 A 2491 THR
2 B 470 ARG
3 C 629 THR

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes.

such sidechains are listed below:

5 of b4


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_sidechains
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Mol | Chain | Res | Type
1 A 2799 GLN
1 A 3564 GLN
3 C 452 ASN
1 A 2885 GLN
1 A 3326 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA /RNA residues in this entry.

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.


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

This section contains visualisations of the EMDB entry EMD-22618. 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: 176 Y Index: 176 7 Index: 176


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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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: 186 Y Index: 154 7 Index: 195

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 0.012.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
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6.5 Mask visualisation (i)

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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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 0.012

Voxel count (logl0)
o
i

T T T T
—0.05 0.00 0.05 0.10
Map value

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


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

Volume estimate

70000 -

60000 -+ \

50000 -

40000 — Volume

Recommended contour
level 0.012

30000 4

volume (hm?3)

20000 1

10000

T I
—0.05 0.00 0.05 0.10
Contour level

The volume at the recommended contour level is 405 nm?; this corresponds to an approximate
mass of 366 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
370 A*

Intensity (logl0)
|
I

_lﬂ -

_12 -

1 I
0.0 0.1 0.2 0.3 0.4
spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.270 At


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps
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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-22618 and PDB
model 7TK0OY. Per-residue inclusion information can be found in section 3 on page 4.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.012
at 50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


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

1.0

0.0
M <0.0

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

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.012).

WO RLDWIDE

P

PROTEIN DATA BANK


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

1.0
o
= 0.8
w
=
% —— Backbone atoms
n 0.6
£ All non-hydrogen
E atoms
g Recommended contour
o level 0.012
v 0.4
=
2
!
[}
o
E 0.2 1
0.0

T T T T
—0.05 0.00 0.05 0.10
Contour level

At the recommended contour level, 91% of all backbone atoms, 87% 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 (0.012) and Q-score
for the entire model and for each chain.

1.0

Chain Atom inclusion Q-score
All 0.8679 m 0.4410
A 0.8898 = 0.4600
B 0.8653 . 0.4240
C 0.7389 i 0.3700
D 0.9360  0.4050
E 0.7807 . 0.2720
F 0.8965 . 0.3270
G 0.9576 . 0.4090 <00
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