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

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

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

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

EMDB validation analysis : 0.0.1.dev43
Mogul : 1.8.5(274361), CSD as541be (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 : 1.9.9
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.31.2


https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#references
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 8.00 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 Percentile Ranks Value
Clashscore I | - o
Ramachandran outliers I D 1.4%
Sidechain outliers I I I 6%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

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

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the map. The red, orange, yellow and green segments of the bar indicate the fraction of residues
that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria respectively. A grey
segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
2%
1 A 4620 — 86% 10%
8%
2 C 4168 84% 10% - 5%
95%
1 e
3 Q 202 90% 5% 5%
3%
4 B 4595 — 84% 13%
5 I 10 | " G ——
6 H 92 . 88% 10%
7 G 159 52% 8% 40%
8 F 133 68% 14% i

Continued on next page...
W O RLDWIDE

PROTEIN DATA BANK


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

Page 3 wwPDB EM Validation Summary Report EMD-22840, TKEK

Continued from previous page...

Mol | Chain | Length Quality of chain

9 N 117 & 85% 13%

10 | © 132 |* = T
11 E 670 73% 9% 17%

12 D 667 i 73% 12% . 13%
13 P 122 n 81% 8%  11%
14 L 111 76% 1% - 12%
15 K 93 i 92% N
16 J 111 79% 6%  14%
17 M 87 82% 17%
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2 Entry composition (i)

There are 20 unique types of molecules in this entry. The entry contains 117936 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 Dynein alpha heavy chain.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 A 4443 33894 21519 5788 6429 158 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
A 4488 LYS GLY conflict UNP Q22A67
e Molecule 2 is a protein called Dynein gamma heavy chain.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 C 3943 30436 19390 5162 5735 149 0 0
e Molecule 3 is a protein called Dynein light chain 1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
3 Q 192 1002 607 202 193 2 0
e Molecule 4 is a protein called Dynein beta heavy chain.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 B 4516 34604 21978 5928 6547 151 0 0

e Molecule 5 is a protein called Dynein light chain LC8 1a (LC10).

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o I 106 827 526 134 161 6 0 0

e Molecule 6 is a protein called Dynein light chain LC8 1b (DLC82).

WO RLDWIDE
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 H N 750 483 124 139 4 0 0
e Molecule 7 is a protein called Dynein light chain roadblock LC7B.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 G 96 749 471 129 148 1 0 0
e Molecule 8 is a protein called Dynein light chain roadblock LC7A.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 F 110 863 544 152 165 2 0 0
e Molecule 9 is a protein called Dynein light chain Tctex b.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
9 N 114 855 543 143 166 3 0 0

e Molecule 10 is a protein called Dynein light chain Tctex a (LC2A).

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 0 120 0% 634 172 177 3 0 0
e Molecule 11 is a protein called Dynein intermediate chain DIC3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 E 995 4423 2786 759 856 22 0 0
e Molecule 12 is a protein called Dynein intermediate chain DIC2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 b 579 4664 2064 787 883 30 0 0

e Molecule 13 is a protein called Thioredoxin LC3BL.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
13 P 109 541 323 109 109 0 0
e Molecule 14 is a protein called Dynein light chain LC8 3b.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
14 L 98 783 511 132 137 3 0 0

e Molecule 15 is a protein called Dynein light chain LC8 2a (LC8E).

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 K %0 754 489 124 137 4 0 0
e Molecule 16 is a protein called Dynein light chain LC8 2b.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
16 J % 806 527 135 140 4 0 0
e Molecule 17 is a protein called Dynein light chain LC8 3a.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
I M 87 735 477 123 130 5 0 0

e Molecule 18 is ADENOSINE-5-DIPHOSPHATE (three-letter code: ADP) (formula:

C1oH15N5010P2).
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ADP
f. " "o
I::.\O‘II
“HO 2
O
} =40
o
> Fon
9
Mol | Chain | Residues Atoms AltConf
Total C N O P
18 A 1 54 20 10 20 4 0
Total C N O P
18 A 1 54 20 10 20 4 0
Total C N O P
18 C 1 54 20 10 20 4 0
Total C N O P
18 C 1 54 20 10 20 4 0
Total C N O P
18 B 1 54 20 10 20 4 0
Total C N O P
18 B 1 54 20 10 20 4 0

e Molecule 19 is ADENOSINE-5-TRIPHOSPHATE (three-letter code: ATP) (formula:
Ci0H16N5013P3).
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"N:."
L:,
b OH
o
S,
o] :
HO g o
2
Mol | Chain | Residues Atoms AltConf
Total C N O P
19 A 1 31 10 5 13 3 0
Total C N O P
19 C 1 31 10 5 13 3 0
Total C N O P
19 B 1 31 10 5 13 3 0

e Molecule 20 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf
20 A 3 Togtal hgg 0
20 C 3 Toz,fal hgg 0
20 B 3 Toz,fal hgg 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
atom inclusion in map density. Residues are color-coded according to the number of geometric
quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2
and red = 3 or more. A red diamond above a residue indicates a poor fit to the EM map for
this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any
outlier are shown as a green connector. Residues present in the sample, but not in the model, are
shown in grey.

e Molecule 1: Dynein alpha heavy chain

12%
. I —
Chain A: 86% 10% - .

o oo COOPPPPPPP 000090900900 P00 909090000000 o o
] ©O N~ © w0
COOPPO 90O G099 PPPG V09000 O G000 oo ©® 0O 000000
> e OO OOOOSO SO OOV PPPPP0P0P0P0P0P0P0PPPPPPP0P0OOOCO o0 o

oo} ~
0 )
= —
(=) H

COOPPPP VP00 O VPP PPP0 O 9909090990909 909909%9%0%%99%990
(S

N
moA

P125
T127

I151

Q152
F153

COOOPO 00O & & o0 o & oo O & & oo

<>

OO & & G000 @ V000 o0 ©® OO 00O 90000

COPPPPPPPPPPPPO0POO 00 & 90 oo

H‘



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

EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 10

6VITI

€VITY
evITI

9ETTI
SETTA

CETTT

6CTTI

9CTITA

8TTTT

9TTTH

€111a
CITTL

80TT1T

S60TD

L80TL
980TS

28010
T80TI

9.0T1

VLOTH

990TA
S90TI

2¢S0T1T

TEOTI
0€0TS

L2010

€014

TCOTL
0zotTd

L1071

.

€T0TA

600T.L

6.LTTH

9210
SLTT1

<> oo

+

€LTTd

99CTN

€9CTA

0€TTA
12214
€TTTA

0zeTL
61214

91211

(2491
11214

60CT1
80CTA

+

L8TTM

€8TT1

CTLITL

1

99TTA

7911a

29111
19118

€STTd

L8YTA
98%TH

Z8YIN

83V T

SYvTd

[4445)

TOPTI
00%TA

+

CT6ETN

LYETM

06211
mwmﬁm
wwmﬂh
€821
[4:qx

08CTA

6€9T4
8€9T.L
LEITA

2E9TA

6291

0291d

€09TA

10914

96STY

18911
08STH

€LST4

3

99STH
99510

€991d
C9STI
T9STA

6GSTH

67STI

PPSTI

19574

6ESTH

wmmﬁq
S¢STd
€2¢9Td
[aacxct

805871

70STA

00STL

06714

.

9€8TA

S§28TI

90814
Y6LTI

06LTH
68LTA

L8L11
98LTL

z8.LTd
8L.LTY
79LTT
09.LTH
SPLIN
¢TLTI

TILTT

869T1
96913

88914
18911

vL9TA
0L9TL
19971

95971
55910

€99TI
TS9Th

v991a

Yoty

10121

86021
L6021

SL0ZN

719021

[47V4

%€02D
€€021

0€0TT

LgoTd

0T0ZA

L66TA

vL6T1
€L6TA

0LBTA

L9611

€611

9674

(44159

0Z6TM

SO0

8T6TD

ST6TA

LB8TN

26814

68811

898TD

LS8TL

L¥8TI

8€8Td

TLVCH
0Lvca

85%Zh

Elsizdi]

H

veves

8TYTA

9¢vTd

SO0

(1574

L

119721
B66ETA
ovezh
ocees
8.LTeN
L9T2N
8cgeel
0zzeN

912CM

SLTCL

E€LICA

TL1C1

6STCL

TvicI

PARRACH
9TTCA

¥S.L2A

Sv.L21

62.21

LgLT1

€cLTI

TTL2H

80.LCL

v0LeH

66921

L6924

9.9TM

95924

veocy

12921

TT9ZH

€092H
2092

9,521

€.52b

L9STA

§952d
7952

€992H

85y

STSCT

11820

06%21

L8¥CN

920EM

220€D

8T0€7T

66621

€9621

8€6CI

SE€6CT

€26C1

T0620

L1821

998CA

09821

¥¥8ea

17821
0%82A

12820

71821

6821
98120
9LLTH

cLLTE

Q@ VPP PP0P0P090P090909090909090P0909090990909090909090900%009%0%90

CETEN
TETET

8CTEL

STIED
YCIEL

CTTTEN

OO PPPPPP0PPPPP0P0P0P09090P0909090099099099099099999999909999995999%999%9%9%%99%9 90

0g1€D

20TeT

660EA

9¥0€d

TY0EL

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

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

[T}
™
™
)
=

®
™
[l
®
=

]
o
[l
]
<

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 11

. 4

OO PPPPPPP0PP0PPPPPPPPPP 9099090909009 909009%009090

SEGED

€eged

STSEI

00S€T

vLvEA

TSVEL

(447491

6TVET
8T¥ET

18€€T

08€ET

S68€d
T68ed
788€L
T88€S
LL8€T
978€Y
B66LEA
C9LET
8SLEA

6v.Led
87.Le4

9v.LED
B6TLEL
CTLET
60.LEd
20.LES
969€1
T69€T

8%9€EL
Ly9€4d

Tv9ex
8€9€T
L29€D
(44215}

885€d
L8SEA

S8SGEN

€8SET

8L9€1
LLSEL

895€1

91¢vd

S6THY
157

88T¥d
L8T¥%1

CTLIVA

SSTPA

+

6ETVI

YETVO

+

9CTYM
STTIVN

E€CTVH

€TT7I

v.,0%1

TLOVT

950¥I

TL6ES

2S6€T

oJﬂmm
Ly6€Yd
wJﬂmq
YTI6EN
mﬁmmx
006€T
668€T

L68€d

90S¥L
S0SPL
70S¥S

86771
L677S

LLYVN
S9vPL

19771

(01374740

0 €2hbd
zTHHa

89€¥T
LYEVT
£62VS

88¢Vd

L

0L2vd

S9CVA

(41474

L

Dynein gamma heavy cha

0sevya

(07478

9ETVA
SETVd
vecvd

144728

o

- 5%

10%

01971

LB6S¥T

£657d

8857

7857d
€8S74

|
in

81570

84%

€957

85S7A

6%SVI

evsva
T¥SP1

8%

SESTA
vESTD

445170

91SHI

e Molecule 2
Chain C

0%TI

9ETV

9TTL
ST

TTTL

1824

i

29ztd

£€8€d

TeeI

szzh

€TTL

rees
ozzh

Ll

Y9TH

291D

0 sg1a
|

(47428
8E¥D
SETW
€0va
00%D
T6EN
16€D
06€L

98€D
G8€d

§9€4

SheEM

chey

6ced
8CEA

eeed
Teed
ozed

L1e)

90€T

OO0 S> GO0

LEST

it

.84

048}

8981

w98i

1988

20L4

09011

1S0TD

8%0T1
L¥0T1

0%0TA

LEOTT

0€0TA
6201

92014

LT0TH

71071

L6671

9.L61

€163
2L671

896N

9961

6S6L

SS61

TS6A
0560

8%61

8C6A

ET6H
216S

8061

€06d
2061

868M

S687T1

1681

6881

ciera

L0211

T0CTd

T61TI

88TT1

98TTL

> o

YLITT

0LTTV

L9771

SSTIN

R LDWIDE

PROTEIN DATA BANK

E€STIN
CSTTs
TSTT1
8YITT
TYITA
6ETTd
8ETTY
LETTd
SETTV
CETTA
82114
LITTD
ETTIN
TIIT1
{4935

2801d
T80TI

69014

L90TA
99013

w_ 0



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 12

L0971

78311

6GSTT

CYSTI
TPS11

¥es1d

66¥%T0

€5¥10

T0%1d

88ETL
LBETA

S8ETI

€8€1d
T8ETL

0vETD
9EETY
EEETA
8CETT
TCETS

90€Td

96211

o d

0L2T4

29CTM

6%21a

SeTTL

T2eIL

8TCTA

L2 4

T68T1

78810
€88T1

088TA

89810

79811

8TLIT

2eLTa

8TLIA
LTLTIA

€0LTH

L

vL911

0991d

0591d

€191d
CI9TI

1574598

LETTA

8CTCN

lq54 4

zerel
T2T2N

E€¥02N

61021

80021
10021

§5002d

2002A

€96TH

9611

ve6TM

L2618

0T6TI

€06TA

TO6T1
006TA

L68TN

€€92d
2¢esed

21821

88%CI

[4%5%4

S9€TH

29€TH

L9€TT

Eigaa

[4444:]

€€22d

geees
¥eee

8TCTA
LTTTN

21eel

LL12T

0S12I

Sv1ed

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

0z.Led

COPPPPPPP PP PP P90 PPPPPP PP PPV PP9PO 9999999909909 999929%99%9%9%9%9%9%99%990

6892d

©
o<}
©
N
o

1,892V

COOPPPP P00 P99 P0P0P90P 0900009009909 09909009909999909999999909299%%2%9%%9%92%9 90

SLLTA
YLLTA

© N~
© ©
~oN~
a o
(2

98.2%
§S.271

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
:
== ¢
¢
¢

9682V

9882V

H-

iH-

€8T€L

¢
¢
¢
¢
¢
¢
¢
¢

COTET

L a3

L

T0€T

7€0eT

9.LTEL

vvcen

L2eTey
006ZA [ |
[ | 122€ES

TTLET

T0LEN

899¢€Yd

999eN

YC9€T

TTOET
T29eM

6T9€D

ST9€D

TT9eV

209€b

88GEA

62¢9ed
8CS€eT

06%EM

€8VET

99%EV

8EVEH

STPET

& 4

ETVEN
CIVEH

L

(354

F

SOTHIW

76071

T607D
0607a

S807D
780V1

2807M
T80%V

LLOVT

TLOVI

b & 4

TSO%L
05070
67071
TEOVY
2Tov1
L1071
066€T

€86EY
286€N

0L6€T
8€6€T
LTBEA
8T6EA
806£d
£88€S

8.L8EA
L.8€3d

vceed

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 13

¢ ¢ ¢
(B s
e ¢ : R
K B ;
K E e,
S o ¢ $ ‘o
¢ ¢ ¢ ¢
¢ ¢ ¢ ¢
$ o1 ¢ ¢ ¢ ¢
¢ ¢ ¢ M ¢ sL0TH
¢ ¢ ¢ ! o
’ $ $ 4 i
7.073
e JREE L= =
m/” 0 0 . 8907
B E B » B
My ¢ $ A T
“. ¢ ¢ M 2esil 4 1301a
¢
“wmm “ “ ’ - QMQA
S ¢ ¢ e
ol ¢ ' i
¢ ¢ ¢ ¢ 66.LA «m&
‘ ‘ ‘ ‘ ouhH WFE
LB B : -
¢ ¢ *
B K :
. ¢ ¢
'R E B . K
g = e
! Bl A AR El
- ’ ¢ ¢ 2 ommm
k= ¢ 6w ¢ ¢ - ¢ s M
= ¢ ¢ ¢ = ¢ ¢
15 LD HES -
= : ' ’ = ’
® R e,
R £ : ¢ ¢ ¢ = ¢ ¢ o
E9TVN m/.. “ “ “ “ ny“ “ LELA
w«ﬂw: A ¢ ¢ ¢ ¢ A £ ¢ 9e.T
mwﬂﬁa 0.\0. “ “ “ “ Ah - ’ ‘
skl E B B ERE™ .
e B BE B EBE TR
8ZTVL M = M RS 78 228 # oﬂwa
imi ° ﬂhu ¢ “ “ “ ) ﬂhu “I ¢ m\.o | gTN [ | “

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 14

CBTTIN

067TI
68710

98T1d
€8TTL

LOTTI
99114

€911
29TTL

€STTA
6711d
9YITA
cviTs
8ETTH
TETTH

8C11d

.

14338

6TTTH

L1771

PITT1
€TTTT

0TTTD
60TTL

90TT4
SOTTh

20TT1

00TTa

96014

T60TA

780TY
€80T

6LOTN

LL0TY
9L0TT

08%TH

LLYTT

€EETI
TIETH
80€TT
voera
86CT1
¥6CIN
98CTH
S8CTa
8211
L.TTd

L9CTA

€9CTL

8ETTA
LETTY

veetd

0ETTI

Leegra

€2

0zzTh

60CTY
80CTA

S0CTd

€6TTY

¢
¢
¢
¢
¢
¢
¢
¢

1681D

TB8TIN

988T.L

0L8TN

898TI

79818

898Td

LS8TA

98811

6181S

86.LTY4

T9LTD

80LTV

00LTI

06913

L8911

€8914

9991a

T99TI

6ET2h

92121

zcied

STTCA
90721
€0TCW

0012d
6602

€8021

95024
07021
920ey
S00CN
10024
866TA
066TD
69610

996TA
S96TA

086TD
LY61D

Y618
EV6TT

LEGTY
9E6TIN

€E6TA

20€CI

00€zy
662CH

T.L22M

i

L9ze1

¥9ocea

0922M

8SCCH

>
< <

(414N

[Sigeecy

90TTa

OO GO 00000000

voces
€0TCN

00zzs

96TCL

26120

9812¢d

18124
0812D

ZA%A

L5721

0STCL

idzan

6092
8092N
L0924
710921

96SCL

™

TLSTL

09582A

L€92T

Tescy

T67CM

>

-

69vCY

99¥eH

8T¥ed
L1921

€5ETN

€ceed

9TETA

80€T1

¢
0 09228

85.2h

[4:7k4)
[472X4:8
L4
0v.LZN
87,24

STLTA
brLel

TTLCA

L0LTV

0 $0.20
£0L2Y

26921

0.L92N
199271
SG9ZN
%9921
€992

67921

L¥92a

S¢92d

12921
0z9zd
61928

06829
688CA

18821

v.,824
€.8CS
TL8TA

i

0¥82d

COOPPOPPOPOO GO 90000000

PO 9O & VO GO0 C VO 9O 9O S0

69629

£96CN

+

67621

o SO i.‘.‘."’ @ oo

11621

30

Y062l

TLLTM

¢

00620

,682h

B6S0€A

8¥0€d

LY0EM

2e0ed

2eoed

020ET

BTOEA

CT0€1

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

~
0
N
&

Svcel

OO PP P00 PP PP PP PP PP P90 0909000990999 909909909909909999999999%999%9%99%9%99%90990

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 15

OOV PPPP0P00 P00 P00 P00 0900900909099 9090999990990990990999999999999%99%99%99%9%9990

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

COPOPO 90O G0 GO 900 o0 oo

§2SeI

TCSEN

LLYEM

T99€A

899€T
,99¢€4

v99¢ed

TP9eT

Zv9el

€65€T

989€T

289€T

CLSES

9€5ed

8CS€D

LSLET
9GLEW

8v.Led

vvLed

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

|

veeed
Te68Y
8C6ET
0z6ed
v16€1
L06ed
206€X
068€T
688€h

888EH
L88EY

S88EN

8.8€T
L.8€T

£€98€T

6G8EA

0G8€T

(4745198

628EN

9Z8EL

89.eQ
L9LEW

%9LET

OO0 & oo

9LTHN

69TV
89T¥A

CSTIN
TSTPM
0ST¥D
Ly1%D
Yrivd
15745729

0ETHT
62T¥I

SCT¥A

6TTVI

90T7N

105728

9.0%1
SL0%4

44048

0%0%KW

L1071

21074

¥86€4d

9.6€d

9¥6€T
Sveed

0LEVI
69€7d

S9EVN

6SEYT

csevd

8YETA

o

STEVN

(445

YOETH

18TY1
98CY1

6.LT%0

€92V

99¢¥s

8¢ehd
pREG7L

seeva

0zTy1

(454741

90T

00Z7A

€6TVI

68TV1

L8T%1

e Molecule 5: Dynein light chain LC8 1a (LC10)

17%

76%

Chain I:

60T

LOTI

SOTA
vOTV

864
S67T
761
€61
060
184
SLM
090

24d

+

SeT

¥ZI

e Molecule 6: Dynein light chain LC8 1b (DLCS82)

{488

ST1

(438

10%

88%

Chain H:

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 16

L

e
e Molecule 7: Dynein light chain roadblock LC7B

()
~
RE)

o
=
=

~
©
(7]

()
<
[

<
N
=

o
1]
=

—
—
—

o
=2

40%

8%

52%

Chain G:

CTLL
TLA

6710

SYIT

ov1a

LETA

9211

0ZTL
611d

L0TL

701d
€0TI

661

e Molecule 8: Dynein light chain roadblock LC7A

17%

14%

68%

Chain F:

11T

e Molecule 9: Dynein light chain Tctex b

X
m
Ll
6a
€61
]
06d
680
884 —
981 Auu
T
80 mrv
—
S~—
a_
"
X &
n
[ee] (&)
=
]
or—
<
=
(]
+~
=
=Y0]
e
]
or—
(]
o
>
=)
§zd ..
— S
[ce] —
(5]
2 o
m s
= =
O °

9%

14%

75%

Chain O:

[4q %]

vo1a
€0TM
20T
T0TD

66S
86V

181

I

9LA

19T

7oA

€4d

8€T

(45

e Molecule 11: Dynein intermediate chain DIC3

0EA
624

Sl

Ll

17%

9%

73%

Chain E:

€974
2STT

0% TH

€eTd

L21a

TCIA

6€D

STl

€L

BTN

7054

S6VA

267a

98%L

€2¥D
(444

LITM

12578

+

S6EA
88¢ed

S8€S
78eT

L9€T
T9€1
€GEN
0sex
eveT
90€I
€8S
LLTS
S.Tl
9921
T9TA
szeh
7448
00zM
€6TI
9814
T8TA

7o1A

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 17

19Sd
99SN

09SH

¢SSI

SESN

Tesy

T2SL

8TSN
LTS

SIS

G0SI

e Molecule 12: Dynein intermediate chain DIC2

. 13%

12%

73%

Chain D:

(4549
Logy
G6TI
€814
LLIN

A%

cLTa

L9TN
9974

[4°) ¢

i

€STH

€CTA
0ozts
STTA
L0TA
30T

66ad
861

(4N

06a
684

181

ELN

OLW
690

991

2oL

S6EH
TBEN

cLEN
TLEL

89€X
L9ET

7oev
€9€T
29€T
09ey

€5€1
2Sed

Teed
0zea
61EX
vien
voem
662N
L1623

v62h

6824

06ST

TLST
045a

7950
€95
29SL
0SSM
SHSA

8CSM

929y

LEL L}

88%A

¥8¥%D

LL%d

6EVI

4470

v

+

7ovM

covA

66EN

LY9K

§29d
¥29d

TT9A

S09D

€091

e Molecule 13: Thioredoxin LC3BL

G654

11%

8%

81%

Chain P: =

611d

LOTI

S6d

>

LD
891
LSI
€91

Led
9€X

LeN

e Molecule 14: Dynein light chain LC8 3b

. 12%

11%

76%

Chain L:

e Molecule 15: Dynein light chain LC8 2a (LCSE)

92%

Chain K:

01
TLA
94d

OPN

8T

O

R LDWIDE
PROTEIN DATA BANK

W



Page 18 wwPDB EM Validation Summary Report EMD-22840, TKEK

e Molecule 16: Dynein light chain LC8 2b
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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 209656 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method NONE Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A2) 53.3 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector GATAN K2 QUANTUM (4k x 4k) Depositor
Maximum map value 9.863 Depositor
Minimum map value -0.000 Depositor
Average map value 0.006 Depositor
Map value standard deviation 0.098 Depositor
Recommended contour level 0.8 Depositor
Map size (A) 1015.746, 1061.068, 970.42395 wwPDB
Map dimensions 381, 398, 364 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 2.666, 2.666, 2.666 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: ADP,
MG, ATP

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 0.69 0/34464 0.78 1/46623 (0.0%)
2 C 0.69 1/31037 (0.0%) 0.80 5/42000 (0.0%)
3 Q 0.86 0/1005 0.84 0/1388
4 B 0.70 | 2/35205 (0.0%) 0.81 7/47647 (0.0%)
5 | 0.68 0/838 0.77 0/1131
6 H 0.67 0/767 0.77 0/1031
7 G 0.69 0/755 0.77 0/1018
8 F 0.68 0/875 0.77 0/1178
9 N 0.69 0/867 0.78 0/1179
10 O 0.67 0/1004 0.80 0/1349
11 E 0.67 0/4522 0.78 0/6114
12 D 0.66 0/4772 0.78 1/6458 (0.0%)
13 P 0.87 0/538 0.86 0/746
14 L 0.66 0/800 0.76 0/1076
15 K 0.66 0/776 0.73 0/1038
16 J 0.63 0/831 0.74 0/1118
17 M 0.65 0/752 0.76 0/1006
All All 0.69 | 3/119808 (0.0%) | 0.79 | 14/162100 (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 2
C 0 3
4 B 0 4
All All 0 9

All (3) bond length outliers are listed below:


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#model_quality
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 B 1606 | PHE C-N 20.47 1.73 1.34
2 C 1136 | PHE C-N 16.22 1.65 1.34
4 B 730 | LEU C-O0 0.28 1.33 1.23

The worst 5 of 14 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
2 C 1136 | PHE | O-C-N | 26.30 171.08 121.10
2 C 1136 | PHE | C-N-CD | 23.12 176.95 128.40
4 B 1606 | PHE | O-C-N | -20.88 81.42 121.10
4 B 1606 | PHE | C-N-CD | -20.37 75.80 120.60
2 C 1136 | PHE | CA-C-N | -18.02 66.65 117.10

There are no chirality outliers.

5 of 9 planarity outliers are listed below:

Mol

Chain

Res

Type

Group

35

GLU

Peptide

4250

ARG

Peptide

2717

ALA

Peptide

2746

PRO

Peptide

DN DN DN | —

QO Q= »

528

GLU

Peptide

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 33894 0 32284 319 0
2 C 30436 0 29388 319 0
3 Q 1002 0 498 6 0
4 B 34604 0 33084 703 0
) I 827 0 829 17 0
6 H 750 0 735 7 0
7 G 749 0 772 10 0
8 F 863 0 881 9 0
9 N 855 0 800 13 0

10 O 986 0 1002 11 0
11 E 4423 0 4291 40 0

WO RLDWIDE

PROTEIN DATA BANK

Continued on next page...


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

Page 22

wwPDB EM Validation Summary Report

EMD-22840, TKEK

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
12 D 4664 0 4484 65 0
13 P 541 0 220 2 0
14 L 783 0 811 9 0
15 K 754 0 716 3 0
16 J 806 0 769 2 0
17 M 735 0 738 9 0
18 A 54 0 24 2 0
18 B o4 0 24 0 0
18 C 54 0 24 3 0
19 A 31 0 12 0 0
19 B 31 0 12 1 0
19 C 31 0 12 0 0
20 A 3 0 0 0 0
20 B 3 0 0 0 0
20 C 3 0 0 0 0

All All 117936 0 112410 1466 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 6.

The worst 5 of 1466 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)
4:B:1223:LYS:HE2 | 4:B:1277:ARG:CB 1.23 1.63
4:B:1599:LEU:HB3 | 4:B:1617:LEU:CG 1.18 1.61
1:A:1219:PHE:HZ | 1:A:1263:TYR:CD2 1.17 1.60
1:A:1219:PHE:CE1 | 1:A:1263:TYR:HA 1.26 1.60
1:A:1219:PHE:CZ | 1:A:1263:TYR:CD2 1.89 1.60

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#torsion_angles
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 4381/4620 (95%) | 4081 (93%) | 258 (6%) | 42 (1%) 151 55
2 C 3914/4168 (94%) | 3582 (92%) | 283 (%) | 49 (1%) 48
3 Q 190/202 (94%) 163 (86%) | 24 (13%) 3 (2%) 9| 44
4 B 4488/4595 (98%) | 4017 (90%) | 383 (8%) | 88 (2%) 38
5 I 104/110 (94%) 95 (91%) 8 (8%) 1 (1%) 151 55
6 H 89/92 (97%) 83 (93%) | 6 (%) 0 100] [ 00
7 G 92/159 (58%) 87 (95%) 5 (5%) 0 100 I 100
8 F 108/133 (81%) 96 (89%) 11 (10%) 1 (1%) 177 57
9 N 112/117 (96%) 92 (82%) | 17 (15%) | 3 (3%) 31
10 0O 118/132 (89%) 103 (87%) 10 (8%) 5 (4%) 22
11 E 551/670 (82%) 496 (90%) 51 (9%) 4 (1%) 22 63
12 D 569/667 (85%) 510 (90%) 51 (9%) 8 (1%) 11 46
13 P 103/122 (84%) 86 (84%) 11 (11%) 6 (6%) 18
14 L 96/111 (86%) 91 (95%) 4 (4%) 1 (1%) 151 55
15 K 88/93 (95%) 79 (90%) 9 (10%) 0 100 | § 100
16 J 93/111 (84%) 84 (90%) 8 (9%) 1 (1%) 147 52
17 M 85/87 (98%) 72 (85%) 11 (13%) 2 (2%) 33
All All 15181/16189 (94%) | 13817 (91%) | 1150 (8%) | 214 (1%) 151 46

5 of 214 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 125 PRO
1 A 197 ILE
1 A 871 LEU
1 A 973 ASP
1 A 3251 ILE

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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_sidechains
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 A 3420/4197 (82%) | 3338 (98%) | 82 (2%) 49 69

2 C 3149/3691 (85%) | 3095 (98%) | 54 (2%) 60 |78

3 Q 10/186 (5%) 0 (100%) 0 100 | § 100

4 B 3497/4145 (84%) | 3399 (97%) | 98 (3%) 43 65

5 I 91/95 (96%) 87 (96%) 4 (4%) 28 53

6 H 82/83 (99%) 80 (98%) 2 (2%) 49 69

7 G 86,149 (58%) 85 (99%) 1 (1%) 71 |83

8 F 93/109 (85%) 86 (92%) 7 (8%) 137 38

9 N 85/104 (32%) 84(99%) | 1(1%) | 71 |83 |
10 0O 106/119 (89%) 99 (93%) 7 (7%) 161 41

11 E 484 /597 (81%) 467 (96%) 17 (4%) 36 59

12 D 507/609 (83%) 482 (95%) 25 (5%) 25 50

14 L 87/99 (88%) 83 (95%) 4 (5%) 27 52

15 K 80/82 (98%) 79 (99%) 1 (1%) 69 |81

16 J 81/97 (84%) 79 (98%) 2 (2%) 47 68

17 M 78/78 (100%) 74 (95%) 4 (5%) 24 48
All All 11936,/14440 (83%) | 11627 (97%) | 309 (3%) 49 66

5 of 309 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
4 B 4540 LYS
12 D 371 THR
6 H 8 GLN
11 E 127 ASP
14 L 71 ASP

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 145
such sidechains are listed below:

Mol | Chain | Res | Type
4 B 4177 |  GLN
17 M 3 HIS
7 G 149 GLN
11 E 481 GLN
2 C 1888 GLN
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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)

Of 18 ligands modelled in this entry, 9 are monoatomic - leaving 9 for Mogul analysis.

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
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 CountsBonPSl\/Ilgggt:&S\Z | > 2 CountsBOIPli(;/[nglglj;Z | > 2
19 | ATP C 4201 | 20 | 26,33,33 | 0.68 0 31,52,52 | 0.94 2 (6%)
19 ATP B 4701 | 20 | 26,33,33 | 0.66 0 31,52,52 | 0.91 1 (3%)
18 ADP B 4706 | 20 | 24,29,29 | 0.66 0 29,4545 | 0.72 1 (3%)
18 | ADP | C [4203] 20 [242029] 069 | 1 (4%) |294545| 1.04 | 1 (3%)
18 | ADP | C [4206] 20 [242929 | 0.66 0 204545 | 0.87 | 2 (6%)
19 ATP A 4702 | 20 | 26,33,33 | 0.65 0 31,52,52 | 0.86 1 (3%)
18 ADP A 4701 20 | 24,29,29 | 0.70 0 29,4545 | 0.78 1 (3%)
18 ADP A 4703 - 24,29,29 | 0.65 0 29,4545 | 0.80 1 (3%)
18 | ADP B 4705 | 20 | 24,29,29 | 0.72 0 29,4545 | 0.83 1 (3%)

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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
19 | ATP C 4201 | 20 - 4/18/38/38 | 0/3/3/3
19 | ATP B 4701 | 20 - 2/18/38/38 | 0/3/3/3
18 | ADP B 4706 | 20 - 3/12/32/32 | 0/3/3/3
18 | ADP C 4203 | 20 - 5/12/32/32 | 0/3/3/3
18 | ADP C 4206 | 20 - 3/12/32/32 | 0/3/3/3
19 | ATP A 4702 | 20 - 5/18/38/38 | 0/3/3/3
18 | ADP A 4701 | 20 - 5/12/32/32 | 0/3/3/3
18 | ADP A 4703 - - 1/12/32/32 | 0/3/3/3
18 | ADP B 4705 | 20 - 5/12/32/32 | 0/3/3/3

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
18 C 4203 | ADP | C8-NT7 | -2.07 1.31 1.34

The worst 5 of 11 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
18 C 4203 | ADP | C1-N9-C4 | 2.70 131.39 126.64
19 C 4201 | ATP | PA-O3A-PB | -2.44 124.46 132.83
19 B 4701 | ATP ChH-C6-N6 2.38 123.97 120.35
18 C 4206 | ADP ChH-C6-N6 2.23 123.74 120.35
19 A 4702 | ATP C5-C6-N6 2.18 123.67 120.35

There are no chirality outliers.

5 of 33 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
18 A 4701 | ADP | PA-O3A-PB-O3B
18 C 4203 | ADP | C5-0O5-PA-O1A
18 C 4203 | ADP | C5-0O5-PA-O2A
18 C 4206 | ADP | 04’-C4-C5-0¥%’
18 B 4705 | ADP | PB-O3A-PA-O5’

There are no ring outliers.

5 monomers are involved in 6 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
19 B 4701 | ATP 1 0
18 C 4203 | ADP 1 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type | Clashes | Symm-Clashes
18 C 4206 | ADP 2 0
18 A 4701 | ADP 1 0
18 A 4703 | ADP 1 0

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 ATP B 4701
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Ligand ADP C 4203
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Ligand ATP A 4702
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Ligand ADP A 4703

. I
I

I

—

Bond angles

Torsions Rings

. I
I

I

—

Bond angles

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 A 4
2 C 3
4 B 3
12 D 2
13 P 1
7 G 1

The worst 5 of 14 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 C 364:1LE C 365:PHE N 4.18
1 B 25:GLN C 26:LYS N 3.78
1 D 216:HIS C 217:GLN N 3.67
1 A 53:ILE C o4:PHE N 3.57
1 A 115:ASP C 116:ASN N 3.46



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-22840. 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: 190 Y Index: 199 Z Index: 182


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: 189 Y Index: 186 Z Index: 209

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 0.8.
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

L —— Voxel count
g Recommended contour

level 0.8

Voxel count (logl0)

ol | | . |

0 2 4 ¥] 8 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)

166 Volume estimate

1.0 1

0.8 1
E’ 0.6 1 — \blume
2 Recommended contour
g level 0.8
I=]
= 0.4 -

0.2 1

D.ﬂ T T T T T T

0 2 4 6 8 10

Contour level

The volume at the recommended contour level is 2909 nm?; this corresponds to an approximate
mass of 2628 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.

7.3 Rotationally averaged power spectrum (i)

This section was not generated. The rotationally averaged power spectrum is only generated for
cubic maps.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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-22840 and PDB
model TKEK. Per-residue inclusion information can be found in section 3 on page 9.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.8 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 (0.8).

WORLDWIDE

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, 89% of all backbone atoms, 88% 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 (0.8) and Q-score for
the entire model and for each chain.

Chain Atom inclusion Q-score

All 0.8775 . 0.0820

A 0.8686 . 0.0750

B 0.8442 . 0.0940

C 0.8997 . 0.0720 10
D 0.9769 . 0.0930

E 0.9657 I 0.0980

F 0.9941 . 0.1140

G 0.9729 . 0.1140

H 0.9878 . 0.1000

I 0.9671 . 0.1140

J 0.9861 I 0.0810

K 0.9852 . 0.0970

L 0.9871 I 0.1020 <00
M 0.9724 . 0.0830

N 0.9113 I 0.0660

@) 0.9666 . 0.0780

P 0.9760 I 0.1150

Q . 0.0000 . -0.0550
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