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This is a wwPDB EM Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

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

EMDB validation analysis : 0.0.1.dev118

MolProbity : 4-5-2 with Phenix2.0rcl

Percentile statistics :  20231227.v01 (using entries in the PDB archive December 27th 2023)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.43.1


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 4.10 A.

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

Metric Percentile Ranks Value
Clashscore I | - .
Ramachandran outliers ] N 0.4%
Sidechain outliers I I P 0.9
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 210492 15764
Ramachandran outliers 207382 16835
Sidechain outliers 206894 16415

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 - 72% 5% 13%
2 B 609 = 63% 17% 20%
3 C 732 = 53% 18% 28%
4 D 24 = 75% 25%
4 F 24 88% 12%
5 E o | — 515 o
5 G 16 94% 6%

WO RLDWIDE
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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 38243 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 3604 28577 18342 4862 5189 184 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 3954 2533 671 733 17 0 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 520 4204 2693 704 784 23 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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13%

15%

wwPDB EM Validation Summary Report
A red diamond above a residue indicates a poor fit to the EM map for
72%

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

TL1T
0LIA

607D

TL9S
e oi
- - e
|

199d V6L £80TN

| | |
wmwm £260 ﬂmﬁm
omﬁ [ ] 126V $LOTH
. £39T [ ] [ |
SCTT MMMM 2591 ST61 TLOTN
s | wien 0L0Td
i 0+ £164 690TH «mmE
o | | 89011 12211
’ €91 606A I -
1 | | 99011 8121S
11T N T . 1
5 o ] | | SSOTN 06TTT
oriL 1 8T9) 2681 [ | ]
5 X ] 1684 67010 e
9013 [ | 'S y 1
: «m@ mmwm mmm:; owm 1l
6.4
€884 S£0TH
R s 610 | o{:;
9.1 29gy ﬁﬂh N
3.8 TLITM
] I e l— 1
6€LN
0 194 0 1 STOTA S9TTT
(] #9110 ¢
¢ mm? mmhm momﬁ %ms
¢ om.ms zeLd k MHH zeen
. 8 Toors e
. (] 19174
. R
882 D
& mmg | z9sT £66H

9eY 182 | | CHITH

| | mm% 8861 [ |
¢ 8.zH ee ¢ 1867 8ETTT
¢ | | 1 6451 ¢ | | [ |
$92d B5 [ ] ¢ 864 SETTO
¢ | | i 9.8A | | [ |
652h ¢ o [ ] ¢ 0861 L1110
| ssed zisn ¢ | eLen |
¢ 1524 [ ssv1 | ¢ 8160 S0TTH
wmﬁ wmwa ¢ 126 | L0TTA
118 9.6 90TTT
010 mmﬁ omwm ¢ mmmn momg
faxect wm?_ ¢ ﬁmmz 00TTA
(419 €CvA 8961 860Th
| | 0891 ¢ [ |
1411 ¢ [ ] S60TT
| | $LOA $601S
PLIA 434 | ¢ | eeo1d

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W


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

EMD-22625, TK1K

wwPDB EM Validation Summary Report

Page 5

09714

8811

CTSYTA

8¥¥11

(47458

60718

LOVTA

[494%8

00%TA

+

0 98€TI

S8ETN
¥8€14

ZSETI
0 6L£Td
9LETT

ELETA

9GETM

vveTd

8€STT

80STH

997 TN

0 OPTT
€971

89974
| z8L1a
79918 -
’ 6LLTD
LLLTT
9591a 9L.73
55911 Csum
YLLIW

o

6ELTA

LgLTd
9CLIS
STLID

1970

L0973

¢
¢
¢
04
EEZE
¢

0 50914 €2L1d
|
0 wﬂmﬁ
16511 AT
|
L0LTT
€69TA
| eeoTv |
683TN 169TH
8831a 069TD
| | 68973
G8STS 88971
|
28311 0
b
08511
0 6LSTA 0
€891
z891L
0 18910
TLST1 e \.WS
0 TL9Td

TLOTA

L68TN
968TI

®* & o o

768TS

€88TY

69813

0 19811
99810

9€8T1

€€8T1T

CE8TS

628TM

12811

28Tl

Tz8ta
0Z8TA

818TS

€18TS

6081d

L08TH
¢

¥6.L10

S8LTI

2S§TeN
T8121
0STCA

8¥1eH
Ly12Y

S002I

0ETCH

8¢124d
Lg1ey

ve1es
€e1ed
[4qta0
1212a

_

L012S
9012y
|
€0TZH
18614 oty
| ToteA
oomS
e i’
0613 |
¢ 26023
|
¢ 6802
LT6TY
[ oteTI
qT611
PI6TL
|
11611
o161
906TL
0 061D

g

¢

o> o

veeen
€eecy

92€TI

90€CZN

T8TTN
082zA

L.2T1

0.22N

65TTH

¢seed
T8I

9vCTH

6€TTH
8€¢CI
LgTeI
9€TTA
SETTT
vecen

Teced
0ETTA

20zed

00zeTY

€6TCI

261CL

06TCA

LLTCTN

€9TCH
291eH

06vca
68%CS

S8¥%cH

28%2a

08¥CI

€LYCH

TLyCa

C9VCA
S5
474,
cvven
6EVCI

[4s74]
TEVCY

62v2a
8¢¥%cd
444"
TO%CA
86€TT
68€Cd
98€TT
08€TN
SLeey
S9€TN
99ETN
CSETH
8veTh

TveT]

0952N

959¢s
§SS21

8¥5ed

8€9cH

cesey

8152h

2152a

01521

Levca

S6%Cs

26evea

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



EMD-22625, TK1K

wwPDB EM Validation Summary Report

Page 6

Te62H

9621

86821
16821

26821
5882h
08820
9.8CTA
719821

098za
63820

15820
958CS

5824

S¥82N

T¥8CZN

,€821

T€8CN

128ts

Ao 4

290€T
T90€T
090€S

50eb

080eM

LY0€S

CE0ES
TEOEM

620e1
8C0EN

920ed

ceoed
T20€S

8T0ES
LT0EY

E€T0EA

T10€7

000€a

£66C4
26620

06623
6862V

L8621

T86CM
08620

81623

9,621
29624
LS62T

5620
€G6CL

0v62Y

8E6TA

96TEN

06T€T
681€4

8LIE€I

S.Ted

ELTEN
0L1ed
L9T€Y
€9TEL
09T€ET

TS1ET

8ETET
0ZTET
TITEN
£60€D

$80€b
€80€S

LSeeY

vSeea

B6EEEN
SEEEY
0€EET

0 TTEEN

L0€ET
coeeN
962€b
162€0

28TeY

08Z€A
6.LTES
8.zeb
ZX4

1,28

69ceY
89CEL

992€s

€9CEH
29TeT

09zeN
6G2ET
8GC€T

9SCEN

eveer

6€TEN

T€CEL

8vved

evved

LTved

seved
vervet

PIVEW

TT%ed
OT¥ET

06€€h

L8€ed

Toged

8GEEY

¢

129€x

619€d

S09EN

285€d

225€b
9.5€ed

€LSEN
695€D
T9GeEN
89SET
0§sexd
L¥SEL

v¥sed

LTSEd
251

CLYET
TLYET

69%€T
89%€T
L9ved
99ved
09ved
8SVES

421745’}

5D
€GLEN

svLed
Tv.Led
€ELEY
CELET
TELES

ScLEd

€eLed

+

90.ea

TL9EN

<>

¢

0€9€Yd

829€4d
LTIEY

>

0 €29ed
2TV

888EA
988€Y
288€T
€83
8G8EN

198€d
0G8EH

¢

7¥8eL
veseEV
T€8€d
vzged
0Z8EN

ST8ET

£T8EN

TI8EL

£08€T

T08€D
008€T

T6LER

88.LET

98.L€7T
28LES

8L.LeQ

CTLLEN
TLLEW

L9LET
v9.LEN

09.€0
65,84

PASPAC

SG.L€D

€807
28074

8L07A

TEOTY

TEOVI

o SO

-

61073

STOPN

ETOVM
crova
T10%4
ot Mvm
mo“vm
oo“vz
966€D

€86€1

186€X
|
996€Y4
v96€L
|
096ed
6S6EN
|
GS6EA
vs6ed
|
8E6ET
|
0E6EA
B6Z6EN
|
§C6€eT
|
816€T
[ uyeer |
9T6EM
[ sTeeH |
v16es
|
0T6€T
|
968EV
S68€d

61174

STTFN

80TV

T0T%d

1607
96078

T60%V

6

1m

ing prote

-complement

1I' Cross

: X-ray repai

e Molecule 2

5%

20%

17%

63%

Chain B

902
S02T
Y0CH

20z

6614

28T

0 8LIN
TLIN
8911
S9TY
asTs
6%TA

EVTT

0 TvIs
6€TS

SETH

® & o o

9111

ETTY

80TT

20TI

S6N

£6d

061
68D

€81

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22625, TK1K

wwPDB EM Validation Summary Report

Page 7

Szed
vees

61€S

662X
86CL

8821
L8TY

§8¢d
¥8e¢d

8.2b

6921

> o o

1921
99za

€921

17921

6521

Lycd
eiga

a4

E€%CT

T¥ea

8€eTH
LETS

612a

602D

>

[4sian
TSHA

h74708

ovvY

VeV

[45£8

62vd
8CvL

€T¥T

L0%d

SOPN
y0vYd

20%d

66€Y4

L6€T

88eN

cLed

89€A

29eT

9G€T

€G9€T

8VEW

LET

9VEN

eved

8EEN

9ged

ceed

0ESA
6CSA
8¢ST

j£4ks

YIS
€ISV

0 018)
5671
T6%2
884
9.%a
TLvd
074

6S57A

EG¥H

e Molecule 3: X-ray repair cross-complementing protein 5

28%

18%

53%

6%

Chain C: r—

680

e &

0. gexl

281d

A

CETI

0€TY

1214

611D
8TTI

911d

Y118

o 2 2

€010

L 4

©
D
7]

662a
862N

62
pAstac

982x
G8TY

o=

€8CL
082a
L.TL
i ka8
TL2H

921
99¢s

€9ay

052y

0 6520

LyTh

o¥eI
6ETA

LETA

TETT
0€2s

S¢Th

S0%A
i290]

v6ed

68EN
88€Q

S8EQ

E€8EV

18€1

6.L€S

9LEY

vLEV

TLEd

> o

Y9EA

29€1

09gd

9G€4d

At

0S€ed
6¥veS
8¥eS

0 €N

9%€D

vved

6EED

SEES

vCeS

ezed

L1€D
9T€X

Tiel

0 coed

TOoEd
00€Q

8€4d
L8G4

vesn

815d

9151

PISN

TTSH

671

TEVYH

LTVH
9¢vd

a4l
{4478

0ZvA
6171

5157208

6074

LO¥A

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")

25%

e
75%

8%

Chain D:

D E

O

R L DWI
PROTEIN DATA BANK

W



Page 8 wwPDB EM Validation Summary Report EMD-22625, TK1K

®* <

Mo —
& 0 © —
B T O < 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")

T22

Chain F: 88% 12%

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

19%
Chain E: —

81% 19%
Lo o 4

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

Chain G: 94% 6%

i
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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 96299 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 0.101 Depositor
Minimum map value -0.052 Depositor
Average map value 0.000 Depositor
Map value standard deviation 0.003 Depositor
Recommended contour level 0.013 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 0.36 | 0/29150 | 0.67 | 11/39416 (0.0%)
2 B 0.32 0/4031 0.65 1/5429 (0.0%)
3 C 0.29 0/4291 0.61 0/5791
4 D 0.36 0/540 0.52 0/831
4 F 0.34 0/473 0.48 0/727
5 E 0.26 0/304 0.43 0/468
5 G 0.39 0/372 0.52 0/573
All All 0.35 | 0/39161 | 0.65 | 12/53235 (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
2 B 0 1

All All 0 2

There are no bond length outliers.

The worst 5 of 12 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 A 3344 | GLU | CA-C-N | 12.87 135.92 119.84
1 A 3344 | GLU | C-N-CA | 12.87 135.92 119.84
1 A 1473 | THR | N-CA-C | -6.10 97.81 110.80
2 B 475 | SER | N-CA-C | -6.09 107.07 114.75
1 A 3345 | PRO | CA-N-CD | -5.29 104.60 112.00

There are no chirality outliers.

All (2) planarity outliers are listed below:


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#standard_geometry
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Mol | Chain | Res | Type | Group
1 A 213 | ARG | Sidechain
B 244 | ARG | Sidechain

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 28577 0 28854 398 0
2 B 3954 0 4042 83 0
3 C 4204 0 4239 93 0
4 D 484 0 274 4 0
4 F 425 0 240 0 0
) E 269 0 146 0
) G 330 0 180 1 0
All All 38243 0 37975 9953 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 553 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:1171:TRP:O 1:A:1175:HIS:HB2 1.71 0.91
1:A:4078:VAL:O | 1:A:4082:ARG:HB2 1.74 0.88
3:C:19:THR:O 3:C:22:ASN:HB2 1.81 0.80
1:A:2538:ARG:O | 1:A:2542:LEU:HB2 1.83 0.77
1:A:213:ARG:HG2 | 2:B:404:ARG:HH12 1.51 0.75

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.


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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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 3562/4128 (86%) | 3060 (86%) | 487 (14%) | 15 (0%) 30 67
2 B 486/609 (80%) 401 (82%) | 85 (18%) 0 100 § § 100
3 C 522/732 (71%) 448 (86%) | 70 (13%) 4 (1%) 161 53
All All 4570/5469 (84%) | 3909 (86%) | 642 (14%) | 19 (0%) 32 67

5 of 19 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 1021 VAL
1 A 3345 PRO
1 A 2246 LYS
1 A 2467 | THR
1 A 3083 SER

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 | 3142/3671 (86%) | 3113 (99%) | 29 (1%)
2 B 444/548 (81%) | 440 (99%) | 4 (1%)
3 C 473/649 (73%) | 469 (99%) | 4 (1%)

All | ALl | 4059/4868 (83%) | 4022 (99%) | 37 (1%)

5 of 37 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 3955 VAL
3 C 468 GLU
2 B 239 LEU
2 B 452 ILE
1 A 1510 LEU



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_sidechains
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Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 82

such sidechains are listed below:

Mol | Chain | Res | Type
1 A 4015 ASN
3 C 80 HIS
1 A 4055 ASN
2 B 433 GLN
3 C 330 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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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-22625. 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: 184 Y Index: 149 7 Index: 199

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
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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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 0.013.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.6 Mask visualisation (i)

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
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 0.013

Voxel count (logl0)
=Y
1

T T T T T T T I
-0.04 -0.02 0.00 002 0.04 006 008 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
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10000

T T T I I I I I
—0.04 —-0.02 0.00 0.02 0.04 0.06 0.08 0.10
Contour level

The volume at the recommended contour level is 377 nm?; this corresponds to an approximate
mass of 340 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

Page 19 wwPDB EM Validation Summary Report EMD-22625, TK1K

7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

=2 7 —— Primary map RAPS
Reported resolution
4.10 A*

Intensity (logl0)

_lﬂ .

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

*Reported resolution corresponds to spatial frequency of 0.244 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-22625 and PDB
model 7TK1K. 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 0.013
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 (0.013).

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
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At the recommended contour level, 90% of all backbone atoms, 81% 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 (0.013) and Q-score
for the entire model and for each chain.

1.0

Chain Atom inclusion Q-score
All 0.8080 . 0.3780
A 0.8210 . 0.3870
B 0.7840 . 0.3840
C 0.7370 . 0.3470
D 0.8240 . 0.3190
E B 0.6650 . 0.1990
F 0.8780 . 0.3080
G 0.8790 . (.3040 <00
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