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7TKEK / pdb_ 00007kek

EMD-22840

Structure of the free outer-arm dynein in pre-parallel state
Rao, Q.; Zhang, K.

2020-10-11

8.00 A(reported)

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

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

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

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

EMDB validation analysis : 0.0.1.dev132
Mogul : 2022.3.0, CSD as543be (2022)
MolProbity : 4-5-2 with Phenix2.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 N | - .
Ramachandran outliers D 1.4%
Sidechain outliers ] I .7%
Worse Better
I Percentile relative to all structures
l] Percentile relative to all EM structures
Metric Model-Map Fit Percentile Ranks Value
Q-score I W 0.052
Worse Better
I Percentile relative to all EM structures
[] Percentile relative to EM structures of similar resolution
Metri Whole archive EM structures Similar EM resolution
etric
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 361 ( 7.50 - 8.50 )

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

Mol | Chain | Length Quality of chain
12%
1 A 4620 85% 10%
8%
2 C 4168 83% 11% - 5%
95%
1
3 Q 202 90% 5% 5%
13%
4 B 4595 84% 13%

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

Mol | Chain | Length Quality of chain

) I 110 i 75% 18% e
6 H 92 i 87% 12%

7 G 159 52% 8% 40%

8 F 133 67% 15% - 17%

8%

9 N 117 84% 13%

10 O 132 i 74% 14% .o 9%
11 E 670 73% 10% 17%

12 D 667 k 73% 12% . 13%
13 P 122 = 81% 8% | 11%
14 L 111 76% 12% - 12%
15 | K 03 | = -
16 J 111 77% 8% - 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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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 (CCD ID: ADP) (formula: CyoH;15N5010P5).
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ADP
' T:--"" |— N .
f. " om
- \O‘II
“HO 2
O
) =40
Ho P o
9
Mol | Chain | Residues Atoms AltConf
Total C N O P
18 A 1 27 10 5 10 2 0
Total C N O P
18 A 1 27 10 5 10 2 0
Total C N O P
18 C 1 27 10 5 10 2 0
Total C N O P
18 C 1 27 10 5 10 2 0
Total C N O P
18 B 1 27 10 5 10 2 0
Total C N O P
18 B 1 27 10 5 10 2 0

e Molecule 19 is ADENOSINE-5-TRIPHOSPHATE (CCD ID: ATP) (formula: C1oH6N5013P3).
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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 (CCD ID: 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%
Chain A:m 85% 10% -«

> oo COOPPPPPPP 000090900900 P00 909090000000 o o
] ©O N~ © w0
COOPPO 90O G099 PPPG V09000 O G000 oo ©® 0O 000000

o3
= o © o
a O D R
- =] w0

> e OO OOOOSO SO OOV PPPPP0P0P0P0P0P0P0PPPPPPP0P0OOOCO o0 o

P125
T127

I151

Q152
F153

oo} ~
0 )
= —
(=) H

COOPPPP VP00 O V0P PPP0 O 9909090990909 909909%%9%%9%90 90

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

(S
N
moA

G285

@ V000 o0 . ©® OO 00O 90000

OO & & G000

COPPPPPPPPPPPPO0POO 00 & 90 oo

T582

L674

m

b <> <>

|
1886

L944

V933
V935
Q936
V942
5966
Y970
D973
1989
E994


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

EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 10

eVTITY
cvITI

CETTT
62TTI
9CTTA
8TTT1
9TTTH

€111a
CITTL

80TT1T
S60TD

L80TL
980TS

280TD
T80TI

9,071

VLOTH

990TA
S90TI

2¢S0T1

T€O0TI
0€0TS

L2010

€20T4

TCOTL
0zotTd

L1071

.

€T0TA

600T.L

8661

€LTT4d

99CTN

€9CTA

0€ETTA

L2114

€TTTA

0zZTL
61CT4d

91211

[4%4% 1
11214

60211
80CTA

TOCTA

06TTT

L8TTM

€8TT1

CLITL

.

99TTA

7911a

29111
19118

TSTTH

6VITI

<> oo

8SHTI

SYPTd

(447455

T07TI
00%TA

+
B

CBETN

LYETM

06CTI
68C1d

98CTL

€8CT11
28213

08CTA
6.2

9.2Th
S.2T1

62913

0291d

+

S09TA

€09TA

1097

96STY

T8STT
08STY

€LST4

S95T0

€9STd

C9STI

6GSTH

CSSTI

6YSTI
8¥STM

¥PSTI

T9STd

6ESTA

9€STT

92STL
S¢STd

€¢S9Td
[44c) X

80STT

Y0STA

00ST.L

06714

L8YTA
98%TH

28%IN

z8.L1d
| TeLTA
0813
|
$9LTT
|
09.LTH
| esLtd
wmmE
eI $L6TT
(1 £16Td
|
2z LT
1 0L6TA
|
TILTT
196TT
N |
$E6TT
SSOLT wuﬂﬁm
| Leota ]
wmmE 22610
seo1a I—
s311 Cetert
| 816D
£89TH []
| ST6TA
9,910 ]
711> 0 1687
$L9TA ]
| 26814
0L9TL ]
| 68811
199TT ]
| 89879
999TT ]
5910 298TH
| wserL ]
€99TT Taa Tl
2591 ]
1811
4 1
0 8€81d
¢ —
988TA
¢ |
¢ 5e81I
0 9910 0
90814
‘- 3
$6LTT
6£914 | eeLia |
8€9TL T6LTH
LE9TA | TeLid
06.LTH
68LTA
| saLib
2€91a 18171

98LTL

s

S9€CL

8VETH

0zees

8.LgeTN

¥sce1

TecTL

8cTel

0zzeN

9T2CM

SLTCL

3

€LTTA

TL1C2L

6STCL

wicI

Te1CI

¥eieI

pARYACH
9TTCA

Tot1Z2I

86021
16021

15021

(444"

€€0C1

0€021

L2024
9z0TH

TT0CY
0T0ZA

€092H
2092

9,521

€152b

L9STA

999¢d
Y952

€992

8¥sey

ST

11820

06%21

L8¥CN

[h74ch
85%2h
SS%Th

€¥¥Co

vEVCS

(4579

8CTHTA

9Tvea

b o 2

61¥2d

L

11721

00¥ca
66ETA

¥¥82a

%821
ov8zA

1282D

T18CI

CLLTE

vsLea

Sv.LT1

62.LT1

L2LT]
€gLeI
TTLTH
80.LTL
v0.LTH
66921
L69cyd
98921

9.92M

98924
¥cocy
TeoTI

TT9ZN

.. e

TE€IET

8CTEL

44529

TTTEN

OO PPPPPP0P0PPPP0P0P0P 0909090900909 9099099099999999999999999999%9%9%99%99%9 90

0zTEd

20T€T

920EM

[adol>n)
8T0ET
66621
T66CA

18624

€9621
8€621
S€621
€260
1.82L
998CA

05821

OOV PPPPP090P0P0P090 P00 0 0900990099099 9090909909909909909999999999%99%9%9%9%9%9%99%9990

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

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 11

08€ET

0T9EA
CER
L8SEA
S8SGEN
€8G€T

8.59€7T
LLSEL

CLSEN
895€1T

vosex

<&
LS S -II--

Sveen

¢

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

— o
o m
m| M
™ M
oo

OO PPPPPPP00P0PPPP 0009000900999 9099099099099099999999999999999%99%9%9%99 90

Ly6€4
9¥6€T

T16EN
€T6EX1

006€T
668ET

L68€d

§68€d
T68ed
788€L
T88€S
LL8ET
978€Y
B66LEA
C9LET
8GLEA

6v.Led
8v.Le4

9v.LED
B6TLEL
CTLET
60.LEd
20LES
969€T
T69€T
T89EA
8¥9€L
Tv9ex

8€9€T
Lg9€d

L29€D
TToEN

ST9EN

(07478
9ETHA
Sechd
vecvd
€CTVA
TOZYA

S6TvY
157

88Tvd

CTLIVA

+

6€TYI

YETFD

+

9TTIYM
STTIVN

€CTVH

€TTVI

80TVL

L0771

TLOYT

95071

-

TL6ES

2S6€T

0S6€Y

+

9TSVI

* &
- 5%

90971
90971 ®
$09¥S =
— jw]
019%1 =
"N
[ee]
uumwa EME WJ
o]
(34 ¥85%d [}
wmﬂﬁ £83VA =
. g
L¥EVT
i g
11899 =
| 20
T0E7H
i g
£627S m
>
£957) A
0Lzvd * )
o
mmﬂﬁ wmm§ ooe
[}
mmﬂg $m$ E O
Q
I ZHSha b o
05zvY Smﬁ ) =
¢ SESPN = -~
€970 ° O

9ETV

<>

6TTA

9TTL
ST

TT1L
0oT1a

90771

(4098

669D

961

>

061

784

N~ © o
- oo
o o B O

e & O o o

291

854

Ll

9€4d

eI

6CA

azcs

011

1824

{43144

i

2¢9td
1921

652d

LSTH

> & <

6ETM

0 Leea

1€cI

szTh

€TTL

Tzes

Ll

€0CH

691X
891N

Y9TH

o &

2919
0 9974
|

0%TI

144728
8EWD
SETN
€0va
00%D
26EN
16€D
06€L

98€D
S8€d

€8ed

g9ed
79€1

65€D

2SeT

67€T

9%€T
SYEM

ey
TvEM

9geT

>

8CEA
ceed
Tced
ozed

LTEN

i

90€T

9621

9%Sx

B6ESN
8ESN
LS4

-
o0
9
7]

=
N
0
]

OO SO> SO0

SO 000 o

i

798I

7988

6581

98I

vesn

0€80

743008

86,3

2¢0Ld
TOLN

8694

0%0TA
LEOTT

0E0TA
620Td

92074
LTOTI
%1071
L6671
961

€L6%
TL6T

896
9961
6561
SS61
TS6A
861
8T6A

ET6H
2168

8061

€06d
2061

868M
S681
1681
6881

884

L84
0183

8981

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 12

a2 4

98TTL

PLITT
0LTTY
L9TTI

SSTIN

E€STIN
[41955
TST11
8¥111
CYITA
6ETTA
8ETTY
LETTd
SETTY
CETTA
8CTTd
LTTTD
TT111
LOTTI

20110

L

280Ta
T80TI

69074

L90TA
99014

09071
TS0TD

8%0T1
LY0TT

L8ETA

S8ETI
[ veerd |
€8€Td
C8ETL
i

8GETL

O%ETD

9EETV

EEETA

8CETT

vZeTA

TCETS

90€Td
SOETH

96211

T8CTN

o 2 2

0L214

29CTM

6%21d

0¥CT

9ETIN

S¢CTL

TeeTL

8TCTA

crerd

L0211

T0CTd

T61TI

88TT1

08LT1

OLLTIW

TYLTT

8ELTd
LELTT

ccLIa

8TLIA
LTLTA

€0LTH

L

. o 2

VL9111

0991a

0591a

€19Td
CI9TI

L0971

¥8ST1

CTLSTH

6SSTT

TYST
ST

9CSTI

vesTe

€0STI

66%10

€5¥T0

T0%1d

88ETL

> S

§S002d

200TA

686TL

€56TH

9V6TI

veE6TM

LT6TS

0T6TI

€06TA

TO6T1
006TA

LB8TN

16811

%8810
€88TI

088TA

89810

%9871

9G8TA

6€8T4

§9¢CI

I

Pizeay
sigaac

(4744
€eced
§eees
veeet
€eeel

8TCCA
L12eN

(45441

0§72I

Sv12d

1574598

LETTA

8TTTH

454

L0021

¢

h & 4

<& oo

T29zd

LT92A

€192L

98SCL

9.52H

%9521

§GSTT

veseca
€€52d
2¢esed

21821

88YC1

98%CI

Te€YCI

S9€TH

C9ETH

PA A

Q@G GO G O 90 V9090999999999 99999999999999999999959999%9999%99%99%9990

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

TSL2M

08428

S0.2a

o &

=y
o
«Q
N
<

99,23

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

0T0€T

v66CA

€56CN

£v62H

t
+

0062A

968CY

9882V

--

¢
¢
¢
¢
¢
¢
¢
¢

¢e8ed

0€8TA

L

828Th
12821

§z8ea
¥Z8CA

L A A A e A a2 B

9.TEL

j4%4

Leeey

Tcees

z

9L1€T

201€eT

o

080€D

Jil

CTLOET

%90€1

290€d

6S0EN

SS0EY

TV0ET

¥e0€1

CT0EI

F

{47740

8EYEH

STYET

eTveN
CIVEH

80%€T

Soved

€6€ET

i

z8ged
T8EES

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 13

i

L.8e3

vv8en

b

008€L

€6.LEL

6GLET

LGL€T

CELEH

i

STLET

i

TTLET

859¢Y

9G9¢EN

9€9€ED

%29€T

[44°1°88
TZ9EM

619€D
ST9€D
TT9eY
209eb
88SEA

6c5ed
82SET

+

£67EM

06%EM

€8¥€T

99%EY

8ETVd

8CT¥L

Y1T9d

L

OTTHV

F

SOTTI

76071

14028
T60%D
06070

S80%D
78071

2807M
T80%V

LL0%1

CLOVI

L2 4

TSO7L
0S0%h
67071
TEOVY
S2ovd
(4404
L1071
066€T

£86EV
286€X

0L6€71
8€6€T
LT6EN
8T6EA
€88€ES

8L8EA

X
n
X
un
X
ap=
o
(o)}
—
jw]
or—
<
=
)
+o
=
=Y0]
=
jw]
or—
o]
=]
=)
SOTTH o
Lpotel | Q
£9TTH = .
| 2 a3
VTN <
| [=) k=
£YTTN M <
| evter =
THTHL ° O

701X

[} [}
S A
U- .-I_

D
"
[

wn ©o
™ o
Hoa,

o
o
o

T84

@D
—
A

1,98

OOV PPPPPP0P0P0P0P00 P90 90P0909090909090909090990909099099099099999999599%999%99%9990

OO0 P00 0 P00 P00 0900009909099 990999099099099999999999959999%999%99%99%99%9990

13%

84%

13%

OOV P99 9090900000009 9009009090909 9090909090990909099090999999990999999999%99%9%99%9990

000000000000
e Molecule 4: Dynein beta heavy chain

Chain B:

©
re}
7]

OO PPOPO0O0OOOO o

S50

_

Lgb

Led

Szb

. A . A A aaa

<>

© o
o © —
(2] (=4 (=]

b o & & o A o

o
om
=

{45198

SOOP> & O oo

LETT

h o o BB 4 o 2B 4

6671

OO OOOOO

681
88D

>

983

< o0

VLA

0 TLD

ELVA

6SVI

9S¥I

8YId
LYPL

157720
ovva
6EVT
9€vd
6271

91¥%1

L0%1

Ll

67EN

veER

61€d

L1€4

L0ed
90€d

@ 0O oo

9LT1

9T.La
STLT

L69L
969L

€694
2691

6,94

6991

0991

2v91
1991

6091

S09%

66ST

T6SM

#8ad

T8SN
0891

8L9T

CTLSK

69SA

8GSA

9€ST

7€3d

1

€291

T2s4d

€180

6671

96¥1

08%I

LLYI

145> 8

808d

908N

66.LA

06.1

LLL4

..a

CTLLI

0LLY

L9.S

SGLI
9.3
€9.49

8V.LA

Sv.L3
YL

LELN
9€LT

9TLA
STLI
YCLH

TTLK

8TLI
LTLH

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 14

1864

786N

TLEW

6561

1560
9561

2¢g96d
TS6n

Y61

0¥61

8€64

1

L161

S16d

6681

1

T68I

9881
5880

@  © 0000 o o

£88N

T.81

S98A

6584

9€8I

628A

L90TI

T90TH

€9714d
29111

8ST1d

671Ta
9YTTA
(474255
8ETTH
TETTH

8CT1d

.

iZ429"

0ZTTL
6TTTY

LITTI

PITT1
E€TTT1

OTTTD
60TT.L

90TT4d
SOTTh

COTT1
00T1d
960TY
T60TA

¥80TH
€80T

6L0TN

1,074
9L0TT
SLOTM

€L0TI

T.073
0L07d
69071
890TH

86211
Y6CIN
98CTH
S8¢Td
78211
L.214
L9TTA

€9CTL

8ETTH
LeTTYd

veerd
0ETTH
praqid
€eTTH

0zZTh

60CTY
80CTH

S02T4

E€6TTV
ZBTIN

06TTI
68TTD

98T1d
€8TT.L
9LTTA

LOTTH
99114

E€TITN
2e9Ts
12911
02911

81911

209TH

66511
86STA

96SGTN
S6STT

8ESTI
LESTA
9€STd
SESTS
7ESTT
TESTI
1TSTI
80STT

1457498

06710
68718

L8V

78v11
€8710

08YTH

04
¢
¢
¢
¢
¢
¢
¢

89810
LS8TA
9G8TI

618TS

86.T4

TILIM

80LTV

00LTI

069734

18911

L29TV

ST9Th
%2910

€8021

080ey

§5024

920ey

1021

F

7002

10024

866TA

26611

06619
696TD

996TA
S96TA

086T1D
L¥61D

7v61S
€V6T1

TY6TH

LEBTY
9E6TI

€E6TH

681D

T68TIN

988T.L

0L8TN

898TI

79818

0TZZA

L0zea
9022d

02es
€0TCN

00zzs

96TCL
S6TTH

26120

981¢d

18724
0812D

LL12Y
9LTITA

vL121

LS1TT

SSTTH
0SGT2L
9%1CI

6£12h

9¢1CI
ccied

L1720

9112l
STICA

90721

0072d
66020

060231

61veH
81¥2d
L1921

OO 0000000

a2 J

€5ETH

izan

TL22M

19zC1

¥9cea

0922M

[4:14AS

(744458

sveeh

96921

26921

0.L92N
199271
S59CN
75921
€5920

6%921

¥

§g9Ty

12921
0z292d

HH

6092
8092N

70921

91521

TLSCL

0982A

69vCY

99%eH

PO OO V000000

90823
[ sosza |
%0821
1£623
¢
¢
11621
zLLTY
TLLTM ¢ 0
| ouel
69.24 «omﬂ.
0 00620
|
“” hmm~a
£€9.2a 06829
¢ 6882
el =
0 09.TS *
v.824
£.8TS
¢
¢

COOPPOPPPOPPO GO 9000000

Nmmuo

zhLTd

19L2d

owmmz 6¥823
[ +

91,24 G

aTLTk e

imﬁ. 8821

TTLTA Immmua

€0.LTV

SO S0 oo

6S0€A

8¥0ed
LY0EM

6C0EN

2coed

020€T

6T0EA

i

S

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22840, TKEK

wwPDB EM Validation Summary Report

Page 15

0 0 60€€D 0
e ¢ '
0 LyTeS 0 0 0
ST
o = S
“ “l “momﬂ “ ¢ “
’ ¢ ¢ ¢ ¢ :
"EE E B .
¢ ¢
m m m m ¢ $65€T “ “ Smﬂ mwﬂwm
o o ¢ g e ’ oo
R s = R
¢ ¢ ¢ ¢ ¢ T ¢ | 6871
“ “- “ 06z€d “ “ 0% “ m mmmﬂ vmmﬁ_
TLSET ¢ k l
LR R
¢ ¢ ¢ oo g ¢ sl T o
¢ ¢ vecen ¢ ¢ ¢ 89.£Q 6568 ¢ 65EVT
: ¢ ¢ ’ ¢ ’ ssgn i i
9V6€1 69TV [4sic
“ “ et “- “ “ 9€5€d ‘ ¢wmm..— T wwm¢> w¢“¢> ‘
¢ ¢ ¢ ¢ | ¢ AN + 65171 [ | 61571
“ ¢ ¢ ¢ ¢ wum.mo ¢ [ | ge6en Nmmvz g 1
¢ ¢ oNEEE ¢ azas i s T
0 0 0. 0 0 | wmmﬂ_ ommwo “ mwmﬂ
¢ ¢ ¢ M ¢ 0+ “ [ | Te68Y LvT9D ¢
¢ “ “. “ “ 26PET ¢ wmﬂmq + mmﬂg
¢ ¢ ¢ ¢ ¢ ¢ ﬁmﬁ TP Toers
¢ ¢ ¢ ¢ ¢ ¢ i (3 ¢ 87SVA
buwe b fwme fo 8 el cans
¢ ¢ ¢ ¢ ¢ “ womm; mﬁmﬁ 57550
EE B B L o
¢ ¢ ¢ ¢ ¢ 18984 ¢ mmmmm oﬂi 12990
= e R IR . il i e =
t.wmw oo mwmm.z Sms_ omm§ o2avs
$ : o S o N = auser seit mon WO
¢ ¢ ¢ ¢ wigs1 ¢ i i osm
¢ ¢ ¢ ¢ ozesy ¢ T ¢ 98¢ 9L07d 61210 ]
¢ “ “ “ “ i “ mmﬂg ﬁmﬁ mwmﬁ
95vEY i
4 ¢ ¢ ¢ ¢ — ¢ veviE
$ oy “- $ ¢ == .
¢ ¢ vsesn ¢ ¢ ¢ mmﬂmz iﬁﬁ wmﬂ«m %
¢ ¢ ¢ ¢ ¢ [ | ovovH Leevd 1
b8 “- ! : R A .
¢ 0. ¢ ¢ ¢ wuﬂma ﬁm& omﬂﬁ mmﬂi

18%

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W

75%

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

Chain I:



Page 16 wwPDB EM Validation Summary Report EMD-22840, TKEK

< w0 ~ D
N [2) ] e} © N~ © ) D 0 O o — — =
- o - 2% o = m o B 2] < > =] £

o= il q
- i -~ N
=@~ O ]

e Molecule 6: Dynein light chain LC8 1b (DLC82)
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T70
L79
A85

Q8
|
I11
K12
|
M20
|
V24
|
F49
|
S67
F68

Chain G: 52% 8% 40%

199
|
1103
P104
|
T107
|
P119
T120
|
L126
|
M136
V137
|
L145
|
Q149
K71
T72

e Molecule 8: Dynein light chain roadblock LC7A
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e Molecule 10: Dynein light chain Tctex a (LC2A)
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e Molecule 15: Dynein light chain LC8 2a (LCS8E)
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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: ATP,
ADP, MG

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 1.05 0/34464 1.65 14/46623 (0.0%)
2 C 1.06 1/31037 (0.0%) 1.67 | 15/42000 (0.0%)
3 Q 1.32 0/1005 1.76 0/1388
4 B 1.06 1/35205 (0.0%) 1.70 | 30/47647 (0.1%)
5 | 1.06 0/838 1.57 2/1131 (0.2%)
6 H 1.03 0/767 1.51 0/1031
7 G 1.06 0/755 1.54 0/1018
8 F 1.05 0/875 1.51 0/1178
9 N 1.06 0/867 1.54 2/1179 (0.2%)
10 O 1.01 0/1004 1.47 0/1349

11 E 1.04 0/4522 1.45 | 2/6114 (0.0%)
12 D 1.02 0/4772 1.44 | 1/6458 (0.0%)
13 P 1.33 0/538 1.83 0/746

14 L 1.03 0/800 1.50 0/1076

15 K 1.00 0/776 1.45 0/1038

16 J 0.98 0/831 1.42 0/1118

17 M 1.00 0/752 1.42 0/1006

All All 1.05 | 2/119808 (0.0%) | 1.65 | 66/162100 (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 (2) bond length 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 | Atoms | Z | Observed(A) | Ideal(A)
1136 | PHE C-N 24.82 1.65 1.34
4 B 1606 | PHE C-N 16.80 1.73 1.33

N
Q

The worst 5 of 66 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
2 C 1136 | PHE | O-C-N | 53.07 171.08 121.19
2 C 1136 | PHE | CA-C-N | -51.88 67.16 119.56
2 C 1136 | PHE | C-N-CA | -51.88 67.16 119.56
4 B 1606 | PHE | CA-C-N | 37.30 166.47 119.84
4 B 1606 | PHE | C-N-CA | 37.30 166.47 119.84

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
528 | GLU | Peptide

2| bo| b = =
ollolleolidls

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 339 0
2 C 30436 0 29388 343 0
3 Q 1002 0 498 6 0
4 B 34604 0 33084 736 0
5 I 827 0 829 17 0
6 H 750 0 735 7 0
7 G 749 0 772 11 0
8 F 863 0 881 10 0
9 N 855 0 800 13 0

10 O 986 0 1002 13 0
11 E 4423 0 4291 44 0
12 D 4664 0 4484 70 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
13 P 541 0 220 2 0
14 L 783 0 811 12 0
15 K 754 0 716 3 0
16 J 806 0 769 4 0
17 M 735 0 738 9 0
18 A 54 0 24 2 0
18 B o4 0 24 0 0
18 C o4 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 1554 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 1554 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%)
2 C 3914/4168 (94%) | 3582 (92%) | 283 (%) | 49 (1%)
3 Q 190/202 (94%) 163 (86%) 24 (13%) 3 (2%)
4 B 4488 /4595 (98%) | 4017 (90%) | 383 (8%) | 88 (2%)
5 I 104/110 (94%) 95 (91%) 8 (8%) 1 (1%)
6 H 89/92 (97%) 83 (93%) 6 (7%) 0
7 G 92/159 (58%) 87 (95%) 5 (5%) 0
8 F 108/133 (81%) 96 (89%) 11 (10%) 1 (1%)
9 N 112/117 (96%) 92 (82%) 17 (15%) 3 (3%)
10 0O 118/132 (89%) 103 (87%) 10 (8%) 5 (4%)
11 E 551/670 (82%) 496 (90%) 51 (9%) 4 (1%)
12 D 569/667 (85%) 510 (90%) 51 (9%) 8 (1%)
13 P 103/122 (84%) 86 (84%) 11 (11%) 6 (6%)
14 L 96/111 (86%) 91 (95%) 4 (4%) 1 (1%)
15 K 88/93 (95%) 79 (90%) 9 (10%) 0
16 J 93/111 (84%) 84 (90%) 8 (9%) 1 (1%)
17 M 85/87 (98%) 72 (85%) 11 (13%) 2 (2%)
All All 15181/16189 (94%) | 13817 (91%) | 1150 (8%) | 214 (1%)

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.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 3420/4197 (82%) | 3332 (97%) | 88 (3%) 40 62
2 C 3149/3691 (85%) | 3090 (98%) | 59 (2%) 50 67
3 Q 10/186 (5%) 10 (100%) 0 100 | § 100
4 B 3497/4145 (84%) | 3398 (97%) | 99 (3%) 38 60
5 I 91/95 (96%) 87 (96%) 4 (4%) 25 47
6 H 82/83 (99%) 80 (98%) 2 (2%) 43 64
7 G 86,/149 (58%) 6 (100%) 0 100§ § 100
8 F 93/109 (85%) 85 (91%) 8 (9%) 10§ 29
9 N 85/104 (82%) 83 (98%) 2 (2%) 43 64
10 0O 106/119 (89%) 98 (92%) 8 (8%) 121 33
11 E 484 /597 (81%) 468 (97%) 16 (3%) 33 55
12 D 507/609 (83%) 486 (96%) 21 (4%) 27 49
14 L 87/99 (88%) 84 (97%) 3 (3%) 32 54
15 K 80/82 (98%) 79 (99%) 1 (1%) 61 74
16 J 81/97 (84%) 77 (95%) 4 (5%) 22 43
17 M 78/78 (100%) 74 (95%) 4 (5%) 21 42
All All 11936,/14440 (83%) | 11617 (97%) | 319 (3%) 40 61

5 of 319 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
4 B 4012 PHE
12 D 62 THR
4 B 4369 GLU
9 N 18 ASP
12 D 399 VAL

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 252
such sidechains are listed below:

Mol | Chain | Res | Type
2 C 4068 ASN
11 E 196 GLN
4 B 1770 ASN
11 E 87 ASN
12 D 298 ASN
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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 oligosaccharides 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).

. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | . RMSZg #1Z| > 2 | Counts RMSZg #|Z] > 2
18 ADP C 4203 20 28,29,29 | 0.50 0 43,4545 | 0.83 1 (2%)
19 ATP A 4702 20 32,33,33 | 0.51 0 48,52,52 | 0.59 0
19 ATP C 4201 20 32,33,33 | 0.47 0 48,52,52 | 0.59 0
18 ADP A 4703 - 28,29,29 | 0.50 0 43,4545 | 0.58 0
19 ATP B 4701 20 32,33,33 | 0.50 0 48,52,52 | 0.62 0
18 ADP C 4206 20 28,29,29 | 0.46 0 43,45,45 | 0.60 0
18 ADP B 4706 20 28,29,29 | 0.48 0 43,4545 | 0.44 0
18 ADP B 4705 20 28,29,29 | 0.54 0 43,45,45 | 0.51 0
18 ADP A 4701 20 28,29,29 0.47 0 43,45,45 0.52 0

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
18 | ADP C 4203 | 20 - 7/16/32/32 | 0/3/3/3
Continued on next page...

WO RLDWIDE

(2)
v
E
&


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

Page 26

wwPDB EM Validation Summary Report

EMD-22840, TKEK

Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
19 | ATP A 4702 | 20 - 5/22/38/38 | 0/3/3/3
19 | ATP C 4201 | 20 - 6/22/38/38 | 0/3/3/3
18 | ADP A 4703 - - 1/16/32/32 | 0/3/3/3
19 | ATP B 4701 | 20 - 0/22/38/38 | 0/3/3/3
18 | ADP C 4206 | 20 - 4/16/32/32 | 0/3/3/3
18 | ADP B 4706 | 20 - 2/16/32/32 | 0/3/3/3
18 | ADP B 4705 | 20 - 5/16/32/32 | 0/3/3/3
18 | ADP A 4701 | 20 - 5/16/32/32 | 0/3/3/3

There are no bond length outliers.
All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
18 C 4203 | ADP | C4-N9-C1’ | 2.03 131.39 126.63

There are no chirality outliers.

5 of 35 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
18 A 4701 | ADP | PA-O3A-PB-0O3B
18 C 4203 | ADP | C5-0O5-PA-O1A
18 C 4203 | ADP | C5-0O5-PA-O2A
18 C 4203 | ADP | C5-05-PA-O3A
18 C 4206 | ADP | 04-C4-C5-05’

There are no ring outliers.

5 monomers are involved in 6 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
18 C 4203 | ADP 1 0
18 A 4703 | ADP 1 0
19 B 4701 | ATP 1 0
18 C 4206 | ADP 2 0
18 A 4701 | 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.

O RLDWIDE

PROTEIN DATA BANK
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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.

Ligand ADP C 4203

Bond lengths Bond angles
[ [
Q -] Q -]
/.---h""'ﬁ e o) ¥ e - ¥
'l | 4 o0
P :
\‘I‘ 1II1 o I'..
e -n .
¢ ¢

Torsions Rings




Page 28 wwPDB EM Validation Summary Report EMD-22840, TKEK

Ligand ATP A 4702
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Ligand ATP C 4201

Bond lengths Bond angles
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Ligand ADP A 4703
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Ligand ADP C 4206
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Ligand ADP B 4705

Bond angles

Torsions Rings

Ligand ADP A 4701
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5.7 Other polymers (i)

There are no such residues in this entry.
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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
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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
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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 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.

erDe
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6.5 Orthogonal surface views (i)

This section was not generated.

6.6 Mask visualisation (i)

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


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

This section was not generated.

9.2 Q-score mapped to coordinate model (i)

1.0

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

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0
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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).

9.4 Atom inclusion (i)

Atom inclusion
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Contour level

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 0.8780 . (0.0820

A 0.8690 . 0.0750

B 0.8440 . 0.0940

C 0.9000 . 0.0720 10
D 0.9770 . 0.0930

E 0.9660 I 0.0980

F 0.9940 N 0.1150

G 0.9730 . 0.1140

H 0.9880 . 0.1000

I 0.9670 . 0.1140

J 0.9860 I 0.0810

K 0.9850 . 0.0970

L 0.9870 I 0.1020 <00
M 0.9720 . 0.0830

N 0.9110 I 0.0660

@) 0.9670 . 0.0780

P 0.9760 I 0.1150

Q . 0.0000 . -0.0530
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