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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 : 1.8.4, CSD asb41be (2020)
MolProbity : 4.02b-467

buster-report : 1.1.7 (2018)
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : 1.9.9
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 3.60 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 (3
Ramachandran outliers I | T 0.8%
Sidechain outliers I | D 7%
Worse Better
I Percentile relative to all structures
[I Percentile relative to all EM structures
. Whole archive EM structures
Metric . .
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

EMD-3726, 5009

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 1A 433 - 73% 26%
5%
1 2A 433 - 72% 27%
0%
1 3A 433 r— 74% 25%
0%
1 4A 433 r— 73% 25%
13%
1 5A 433 — 70% 28%
7%
1 6A 433 r— 68% 31%
22%
T —
1 TA 433 69% 29%
29%
T ——
1 SA 433 70% 29%

Continued on next page...
W O RLDWIDE
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Continued from previous page...

Mol | Chain | Length Quality of chain
2 1B 426 | ™= T3 T —
5%
2 2B 426 | = = = m—
5%
2 3B 426 — 66% 29% P
8%
2 4B 426 | T o7 — m—
3%
2 5B 426 — 69% 25% v
16%
2 6B 426 —— 71% 24% .
16%
2 7B 426 —— 71% 24% P
32%
T — —
2 8B 426 71% 24%
89%
e,
3 1C 238 86% 11%
92%
N
3 2C 238 87% 11%
57%
e o
3 3C 238 86% 1% -
100%
1y —
3 4C 238 87% 0% -
95%
1y
3 5C 238 86% 11%
93%
1y —
3 6C 238 87% 11%
100%
1y —
3 7C 238 86% 11% -«

100%

3 8C 238 86% 11%
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 67424 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 Tubulin.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 1A 433 3307 2105 556 629 17 0 0

Total C N O S
1 24 433 3307 2105 556 629 17 0 0

Total C N O S
1 34 433 3307 2105 556 629 17 0 0

Total C N O S
1 44 433 3307 2105 556 629 17 0 0

Total C N O S
1 5A 433 3307 2105 556 629 17 0 0

Total C N O S
1 64 433 3307 2105 556 629 17 0 0

Total C N O S
1 A 433 3307 2105 556 629 17 0 0

Total C N O S
1 8A 433 3307 2105 556 629 17 0 0

e Molecule 2 is a protein called Tubulin BtubB.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
2 1B 410 3167 2007 554 594 12 0 0

Total C N O S
2 2B 410 3167 2007 554 594 12 0 0

Total C N O S
2 3B 410 3167 2007 554 594 12 0 0

Total C N O S
2 4B 410 3167 2007 554 594 12 0 0

Total C N O S
2 oB 410 3167 2007 554 594 12 0 0

Total C N O S
2 6B 410 3167 2007 554 594 12 0 0

Total C N O S
2 | 7B 410 3167 2007 554 594 12 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 8B 410 3167 2007 554 594 12 0 0

e Molecule 3 is a protein called Bacterial kinesin light chain.

Mol | Chain | Residues Atoms AltConf | Trace
3 1C 238 112?81 1 1%5 3128 3(5)7 2 0 0
3 2C 238 ?ggaél 1 1(;35 314\58 3(5)7 g 0 0
3 3C 238 ?;st;;l 1 1(;35 3118 3(5)7 2 0 0
3 4C 238 ?gft)zl 1 1085 314\58 3(5)7 2 0 0
3 5C 238 ?gft)zl 1 12135 314\118 3?7 2 0 0
3 6C 238 ?gft)?%l 1 1C85 314\118 327 2 0 0
3 7c 238 fgft)aéél 1 1(;%5 314\118 3(5)7 2 0 0
s 8C 238 ?Zgzl 1 1%5 311\118 3(5)7 2 0 0

e Molecule 4 is GUANOSINE-5'-DIPHOSPHATE (three-letter code: GDP) (formula:
CioH15N5011P2).
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26%

green = 0, yellow = 1, orange = 2

b o

wwPDB EM Validation Summary Report
A red diamond above a residue indicates a poor fit to the EM map for
73%

this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any

atom inclusion in map density. Residues are color-coded according to the number of geometric

quality criteria for which they contain at least one outlier:
outlier are shown as a green connector. Residues present in the sample, but not in the model, are

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

3 Residue-property plots (i)

and red = 3 or more.
e Molecule 1: Tubulin

Page 7
Chain 1A: &

8983 [ | e
Nﬂﬂn Shzd 1 (431 I P
| v UEED el 6vEN
€214 €VCS ¢ ooez ovel 8vek
i R 1 ¢ B i
0111 el 95€T I OVEN
1 ovel ] £TTY veel ]
16d 6€2D 156d [ | | 1681
©ooen | | | oser 0171 ogen
68 ezl 67EN [ | Szl ¢
[ | [ | 8vek 8.1
84 peet ] X | ¢ ZeeT
[ ] 6221 ovE ~ z.a 1
10 i S mum ¢ .
am ¢ L8t o ¢
0L | | 691 cred ¢ seea
691 z12d zeeT [ | [] LTEW
[ | | | [ | S9N 802N ¢ e
S9A 80ZN 62ed 1228
w mmam g oo WSS i
€98 9024 LZEN | sozr m“v
Csoar ¢ I
%021 ‘ - 71Ed
hﬂﬁm k wﬂmm r
Coern - ¢ bt ] i
F s 167 991 v k covh
— T Em S e
8270
ol " B
Tos e | oogd 03s [ e81d 1824 96EU
o S 6621 [} 9814 982y ]
I | eath f EoeH < Svd F £6€T
Svd z8TA ¢ TOPN R R 4 [eeed
[} 2824 003V 0 1 0 16€d
9LTS see ¢ 9.18 ¢ 1
Csna . i 200
624 LA 4 624 YLTT 8led S aEu
[ ] | ¢ 964 [ ] [ | 10TV S
) TLID [ | ) 0LTS | 9led | zeen
zed 0418 8Lzd 16£a zed | 6911 V¥4 oo
| o1es L6911 102Y [ | | o1es 89TA $.20 o
ozy 891A L 18€0 . m ozy | | | | [ eser |
6TV 0+ SLey [ ] = 6TV 68T mmﬁ T
811 7120 $8€Q 811 | 8als |
Lot [ | £8€1T k“w AL 1574 29N 4
9TN 1574 s9zd | zsen o 9TN 9571 [ | ]
[ | 9571 | | 184 [ | | | 85zd T
€Th | | 29N 08EV oo R - ) 6%1S 1524 ZIon
Z19 671S [} T A 1 [} 95271 oseH
Lo | | 85cd 8Led < .. Lo £HT1 | gsel o
ot1s £HT1 1524 | L1 = < ot1s | ey | $SeI p—
6 | ey | 9521 9.LEN O o 6 THTH | |
8 THTH | gqszL [ | < o 8A | ovTT | 6vcd 01
[ ] L ovrT vSeI zLET o = [ ] 6ETA [ |
SN 6ETA [ | TLEA M < SN | serr g4t ¢ oo0g
BN | | 6%z 0LEN -~ BN LE71 | vhen [ |
[ en 9€TH [ | 69€S ° @) [ en 9€1H 5243 9G€T

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

e Molecule 1: Tubulin


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

EMD-3726, 5009

wwPDB EM Validation Summary Report

Page 8

25%

74%

10%
L

Chain 3A

<>

8.1

I
om
(=]

OLKW

OO0 o

< w e
©©  ©
- = =]

7SS

OO e> SO

[4st:§

0Ss

Svd

<& oo O

6cd

€TH
{44

ozy
61V
811

9IN

€10
(4%

018
6A
8A

SN
TN

® & <

c1ed

80CZN

9024

1

%021

L6TYH

S6TL
76IN
€611

68TL
88TN

S8T1d
78TL

Z8TA

9L1S

PLTT

TL1D
0LTS

89TA

L9173
9GTI

671S

€VTI

T¥TH

6ETA

9ETD

0 zeTa

€TI0

€CTd

OTTT

—

¢

zeeT

62€d

i

LTEN

11

v1€d

6621

18¢4
98¢

8.2d
LLTY

S.Lzv
¥.20

S9z¢d
292N
892Hd

A4S
95921

¥SCI

L

iges

Eiz4e

£%¢s

el
[zan
6ETH

el

0€TN
6221

TEVE

6CTA
8zvh

Eta4]

91¥1

i

€8€T

T8¢
08€eY

8.Led

9.LEN

TLET
TLEA
0LEW
69€S
89€X

O%EN

LEET

¢

n

Tubul

10%

o @lo = ©
P bt
o = -

e Molecule 1

25%

73%

Chain 4A

2ETa

€Ty

0TTT

SOA
22

0 698

951

i

7SS

{4

(=3
s}
0

[
S
[

oo o o d

oo
N N
R K

o O
— N
< <

(45

c1ed

80ZN

<>

9024

7021

L6TH

S6TL

OOOiOOOO

€611

68T.L
88N

981d
V811l

28TA

9.L1S

ZA%!

t .

LEET

(45501

62ed

i

LCEW

v1ed

>

6621

4T4cs

682
88¢d
1824
98TY

8z

1448

%S

TEVE

8TVl

Szvd

O%EN

n

Tubul

e Molecule 1

28%

70%

13%
L

Chain HA

794

0 €95

o M ©0 W O O N
— = — = N
oo = H o < [

o &

€611

68TL
88TN

S8Td
7811
€8TA
Z8TA

0818
6LTA
8L10
LL1d
9L18

28

TLID
0L1S

89TA

pAshice

9S8TI
SST1

< 0 <

6¥%1S

0 €Y1

TVTH

6ETA

9€TD

2eTa

& <&

€274

0TTT

201D

Ted

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-3726, 5009

wwPDB EM Validation Summary Report

Page 9

< 00O

8.2d
L1V

S.Lev
.20

S9¢d
29TN
fistace
PAstAc
9521

¥SCI

6%cd

L

g4

£%2S

el

0 ovel

6ETH

TLET
TLEA
0LEW
69€S
89¢eX

09€d

9S€T

TSEd

6veEM
8%EX

0VEN

LEET

zeeT

62ed

0 8zed

LTEN

L 4

70€S

T0eQ

0 6621

L 4

1824
98T

@ 0o o

>

Teva
8zHh

STvd

e &

covM
TOVN
00%Y

-

Tubul

16€Q

68EN

0 18€D
|

0 $8ea

£8€'1

e Molecule 1

18¢€4d
08eY

9LEN

1m

17%

31%

68%

Chain 6A

<>
INI
N
a

i

<> &

e 0O o o

624

L

£€cn

]
N
12

3

ogy
6TV

€Td

S8TH
¥8TL
€8TA
Z8TA
1818
0818
6LTA
8.LT0
LL1d
9.L18

0 LT

TL1D
0418

89TA

6STT

L8914
9STI

6¥%1S

EVII

TYTH

6ETA

0 LETI

9€TD

* > & o

CETa
TETD

€2TY
0TTT

TOTIN
€0TD
201D

664
861

8.1
LLA
9.8
S.d

oiEn

S9¢d
29TN
feistacy
At
9521
vaer

67Cd

9TCH

3

21ed

80CN

9024

7021

L6TH

S6TL

€611

68TL
88TIN

<>

09€d

<>

95€eT

0 T5€d

6veEM

0 zee1
|

0 6zed
¢

LTEW

6621

i

1824

8.td

LLTY

S.LTV
¥.L2D

L 2

<> SO

8zl

Eta 4]

Ll

2ovM
TOPN

0 00%Y

€6€T

Teea

n

Tubul

e Molecule 1

29%

69%

22%

Chain TA

¢
¢
¢
¢
¢
¢
¢
¢

@  © & & 0o

0 vLIT

TL1D
0L1S

89TA

pAshice

L 4

€2TY

@ © & o o

2ot

3

86L

SO O & & 0O o0 o

8.1

w ©
N
a v

L 2 4
<
E

¥ser

0 6vcd

1448

£%CS

el
0¥%CI
6ETH

vecL

0€TN
6221

92CA
Seel
¥2ed

OVEN

LEET

[4°9

i

62ed
8zed

LTEN

A & 2 4

v1€D

6621

1824
98¢31

COPPO GO0 & G0 O 00 o0 o

8.td
LLey

SLey
.20

S9¢d
(44}
85cd

PASA: S
9621

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-3726, 5009

wwPDB EM Validation Summary Report

Page 10

STvd

2ovM
TOVN
00%Y

0LEN
69€S
89¢e)

< & & o0

09ed

9S€T

TS€d

6veEM

0 i

Tevd

8Tvh

1m

Tubul

e Molecule 1

W
R
(<]
o~
L
o
~
X
(o2}
o
<
0
)
o
o
-~
(@)

8LI

<>

9.8
S.d

I
om
(=]

0 OLW
¢

1m
©
=

S9N
1228

¢

a2 & 2 4

>
N N © [~
> oo o

o
s}
0w

)
<
A

@ & 0o

¢
¢
¢
¢
¢
¢
¢

i

{44

ozy
61V

©
—
h

©
—
=

)
-
o

N
I
@ 9O & & O oo

LSTH

6%1S

EVTI

9ETD

zera

|
0 0€ZN

62T

i

9TZA

yeed

0 zeed

OO0 OOOOO o

¢

9TCH

z1ed

L

802N

9024

0 %021

> &

66271

v62d

682
88¢d
1824
98T

782y

8.2d
LLey

Sley
.20

S9¢d

e & & ©

0 29ZN
|

0 89gd

1524

0 9921

vecL

T6€d

68EN

18€D

¥8ea

OvEN

LEET

CEET

~ [}
3]
s}
=

PO GOPP0PSO OO o o

96€d
¥1€D -

€6€T
z6ex

i

: Tubulin BtubB

e Molecule 2

29%

66%

Chain 1B

8.4

9.4

< oo

VLI

0.4

08TV
6L1S

9LTI

0LTA

7914

9GTT

LY1D
oIS

€¥ID
[44%]

6ETS

SETT
YeTd

R LDWIDE

TETY
TE€TT

L2TH

SCTA
zeia
6TTIN

9TTd
ST1Q

(4954
T11d

80TA
LOTN

7014

2oTM
TOTN
00TN

66Y

169D

450
€64

T61

68s

*>®

€LTH

692S
892V

£9CN

192d
0924
65¢d

LST1
9GCZN
SSCL
¥sca

i

[4:14cs

0821
6%2a

LYCN

i

Sy

8eey
LETL

621

92N

(4448

0ced
612S
812y

LTZN

1121

8021

S0TN

€021

¥611
€671

0671

1871

2814

88EN

98€d

0LEN

89¢€T

L%€D
97€S

vved

(47498

Leeda

Scea
veen

v1es

€82Y

w_ 0

PROTEIN DATA BANK



EMD-3726, 5009

wwPDB EM Validation Summary Report

Page 11

L

e Molecule 2

81¥T

(454!

Tubulin BtubB

30%

65%

5%
L

Chain 2B

LI

0 0L3

691

991
S9N
oV
€94

094

o om

954
2sd
T84
0SA

LYN

2814

08TY
6.L1S

9LTI
0LTA

7914

9ST1

LY1D
ovIs

€VID
[44%]

6€ETS

SETT
YETA

[4:4143]
TETT
0€TD

SveH

£¥2d

8ETY
LETL

62l

922N

(4428

81y
LTZN

1121

8021

S0TN

€021

611
€671

0671

1871

7814

88EW

98ed
28I
18€7T
08€Yd

89¢€T

8EEN

Lzea

IOO

Scea
veex
€TeY
vies

60€A

6624
862N

T6cH

81¥T

(454"

: Tubulin BtubB

e Molecule 2

29%

66%

6%

Chain 3B

9.4

<> oo

YLI

0.4
6971

991
S9A
vov
€94

TN
094

0 994

SSA

o @

(4=t}
TG4
0SA

LYN

9LTI

0LTA

¥t

9GT1

LY1D
9IS

€YID
[44%]

6ETS

SETT
YETd

[4:4143]
€11

ST
ccia
6TIN
ST1Q

(435}
TT1d

80TA
LOTN

7014

coTM
TOTN
00TN

66V

16D

< Il
[}
B

£64

T61

68S

< I o
[ Q
o M@

¢

L 2 4

8€TV
LETL

6221

92N

[44AS

812y
LT2N

1121

80TT

S0CZN

€021

7611
€611

06TT

1811

78TA

2814

08TV
6L1S

< <

TS€1
0sex

vved
EVEN
(42438
0vEY

8EEN

TEEV
0EEN

o=

0 Lzed

veen
€TeY

vies

60EA

£82Y4

81¥T

[q57¢:¢

88EW
98€d
T8EI
T8€1
08eY
0LEN

89€T

Tubulin BtubB
8%

e Molecule 2

27%

—
67%

Chain 4B

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



EMD-3726, 5009

wwPDB EM Validation Summary Report

Page 12

@ 00O o

LI

0 0Ld

691

S9N

08TV
6.L1S

911
0LTA

v91Yd

L%1D
oIS

€710
(4745

6ETS
SETT
zeTY

€11
0€TH

¢

LT

STTA
ccia

6TIN

0 S11a

(4958
1114

80TA
LOTN

7014

coTM
TOTN
00TN

66V

169D

vex

0 £64

T61

68S
884

[4s14cs

0S21
6¥2a

PAZA
921
sveu

TG€ET
0GeN

9vES

vved
EVEN

Lgeda

iH-

Yeen

81¥T

: Tubulin BtubB

e Molecule 2

R

n

~N

N

(o))

©o
N
m
—

M

L0

=

o=

<

-~

@

[isma
9STT
Ly1D
’ 9.4 wm._”w
J eV1D
- wm«o
oz ogr
] |
SETT
MWM YeTd
B Ceem
’ cou zeTD
- T€TT

r8d 6TIN

| 169
€21 ¢
_— e
T
[ 631
i ES
[ zen
.v 161
[ oes |
N
-i 180
x|

€92N
LS21

¥5en

0521
6%2d

8€TV
LETL

6221

0 9ZTN
TTTA
ozzd

67CS
81y

0 212N

1121
8021
S0ZN

€021

o

¥6TT
€6TI

0611
L8TI

78TA

[4:3%

08TV
6.L1S

9LTI

OLTA

914

0LEN

0 89€T

vved

8EEN

< & OO

ceen

Y1€S

>

B60EA

6624

€LTNH

6928
892V

81¥%1

88EN

0 98ed
|

2¢8Eel
18€T
08€Y
6.L€4

ol

SLEV

Tubulin BtubB

e Molecule 2

®
<
o~
R
—
~
R
©o
—
/M
Nej
=
o
o]
=
o

691

0gT

e & & o0

9y

8H

gl

o1
9GT1

LYTD
YIS

4%
(4745

6ETS

SETT
YeETd

0 zeTh

TETT

SCTA

{491

6TTN

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-3726, 5009

wwPDB EM Validation Summary Report

Page 13

vscA

0521

0 6¥2a

7611
€6TI

06TT
1871
28Td

08TV
6118

9L11

0LTA

0LEN

89€T

3

vved

@ 0 oo o

(443

i

vies

6624
86CN

T62d

@ & & o0

6821

< <

€824

0 €LTH

6928
89¢Y

0 €92N

LSTT

o &

811

3

(454

88EN

98€d

3

e Molecule 2: Tubulin BtubB

2¢8el

16%

24%

71%

Chain 7B:

VLI

0 0.3

691
991
S9A
YoV
€94

TOA
094

954
SSA

9¢eT

01

0 9Ty

€%1D
(445

6ETS

0 SETT

YETA

zETH
TETT

LOTN

v0TYd

2oTM
TOTN
00TN

66V

0 169

76

0 £64
o

68S
884

780

o oo

9.4

41418

0821
6%2a

8€TY
LETL

6221

[44%8

vies

8T¥1

e Molecule 2: Tubulin BtubB

32%

24%

71%

Chain 8B:

68S
884
180

COOPO 0O G0 & oo

8.4

9.4

<&

<>
l¢I
N
=

(4428

g oo

0 81Ty

LTTN

1121

0 8021

S0CN

& & o

€021

611
€671

@ & 0O o

0671
L8TI

0 $8TA

2814

0 08TV

6.L1S

¢

9L71

0LTA

7914

0 9971
|
1919
9H1S
£VTD

(445

6€ETS

6624
86CN

T6cd

6821

€LTH

692S

0 892y

€92N

0 8€TY

LETL

6221

o

0 9zTN

R LDWIDE
PROTEIN DATA BANK

w_ 0



Page 14 wwPDB EM Validation Summary Report EMD-3726, 5009

© 9O & & G VO O VO O OO o o o e 0 o
2
2

I
I I @ O oo o &

e Molecule 3: Bacterial kinesin light chain

382 ¢

S314
K322
P344
N370

<& oo &> & <>

D386
M388
R412
L418

89%
Chain 1C: 86% 11% .

OO PPPPPPPPPO GO POV PPPP V900 O 990900 9909909990990 20 O o o0 29
~ = < ) o o O ol o ol

COOPPPPP 0O VP00 VPPV PPPPPPPPPO 9990990999909 999999 299999929990

E66

g =3 N w0
N o — — —
[} = — — -
= £ © = (=]

OO PPPPPP PP P00 PP PP0 P99 PPPPPP9P9999900 9999909995999 99%99%99%99%9 90

—

L131
L166
M174

Y14

OO PPPPPP0P00P 0000090900999 909909090990909099099099099999%99%99%9%90

G196
M198
D199
P200
L1203
M237

e Molecule 3: Bacterial kinesin light chain

92%
. 1y
Chain 2C: 87% 11% -

COOPPPPP VP00 VPP PPPPPPPPG V00 900 99090 9909999999099

i

COOPPPPPPPPO 9090900090999 90909090 9099090909909 909909090990909999099999999%99%99%990

S N )

o
o o — -
) = — — -
= £ (& =] [=]

OO PPPPPPP0P0P0PPP 0900009090900 909909090990909090909999999099999999999%99%9%9%9990

-

L131
Y14

L166
M174

OO PPPPPPP0P 0000909009009 90909090990909099909909909999099099999%99%99%99%9%9%9% 90

o O O
o O O
4 2 Q
= A A

M237

e Molecule 3: Bacterial kinesin light chain

97%

. 1 —
Chain 3C: 86% 11% -



Page 15 wwPDB EM Validation Summary Report EMD-3726, 5009

OO PPPPPPPPPPP 9009099099999 9990990909099099099999999909999% 290 oo <>
< © bl < a N w © ©

COOPPPPPPPPPPPPO 9909090999999 99909099099099990999999999999999%99%9%9%9%99

Eso @

d‘ o 3] )
N M o — =
© (=) — — — -~
o = £ © 2} A

OO PPPPPP 0900909000000 9090909099099 999990990990999999999959999%99%99%99%9%9990

- -
]

1Ll
Y14
L166
M174

OO PP 0000000000000 P00 P PP 990990909090909090909090909090999999909999099090

e Molecule 3: Bacterial kinesin light chain

100%

. T ——
Chain 4C: 87% 10% -

OO PPP PP PP PP PP PP PP P00 0009009999999 99909909909909909909990 99999909990
Y

COOPPPPPP0P0 0009909090099 9090909909909090990999999999099999990999%9%9%9%99%99 90

~ = 5 )
- o N <
= o > =}

)
=
—
(=]

st (=] o
N ™ [ (=) — —
© © o) - - -
[ = ] (3] 2]

OO PPPPPP0 P00 P0P00P0909090P0 9090909090999 9090990990999999999999999999%99%9%99%9%9%99%999

-

L13

Y141
L166
M174

OOV PPPP0P0P00P90 P00 9090009090909 90909090990999999999999999999999%9%99%99% 9

G196
D199
P200
M237

e Molecule 3: Bacterial kinesin light chain

95%

. T
Chain 5C: 86% 11% -

COOPPOO0O 000000 0000000000000 0 00 000 00000000000 00 & o
~ < (] 5 n © © O
GO 000000000000 000000000000 0000000000000000000000000000000
g 5 3 s E 2
8 g g 83 = g
G000 000000000000 00000000000000000000000000000000000000000000

~ N
™

OO PPPPPPP0P090 9009000090900 9090999099099099999999999999999999%99%99%99%99 9

N M
© ©
o




Page 16 wwPDB EM Validation Summary Report EMD-3726, 5009

e Molecule 3: Bacterial kinesin light chain

93%

. Ty —
Chain 6C: 87% 11% .+

COOPPPPPPPO P00 O VPPV PPPPPPG VP99 290 290 9909909990 99090 290 29

o 0w © o o N M
0 [T 0 o © Q
i w4 M M| ox

a
OO PPPPPPPPP 00 V9009909909999 PP99P999990 9990999999999 9%9%999%99%990990

d‘ o o )
o o — — =
2} — — — —
= £ o ] =}

OO PPPPPPP090P00P090 0900009099099 909099999099099099999999999999%999%99%9%9%9%9990

-
o

OO P P99 P00 0 P00 0 0900099090900 9090909090990909099090909990999909999%99%9%9%99%900

~
0
N
=

e Molecule 3: Bacterial kinesin light chain

100%

. T ——
Chain 7C: 86% 1% -
OO0 990909090%0%%%%%%%%%%5%%%%05%0%%099090 29099090

< © = 5 ) [ n © 0 o
- - o N < 0 [ToRTe) 0
~ 2] ~ > =} 54 wn 4 /~ M|

COOPPPPPPP00PPPP P90 P0P9090 9099099099099 9090990999999999099999999999%9%9%9%9990

st =] o
N ™ [ (=) — —
© © o) - - -
[ = ] (] 2]

0
=
—
(=]

OO PPPPPP0 P00 90P090P090 0990909090999 90909909909999999999999999999%9%99%99%9%999

-

OO P P99 0P990 P00 9000090090999 990990999999999999999999999%9%99%99 90

e Molecule 3: Bacterial kinesin light chain

100%

. T ——
Chain 8C: 86% 1% -
€000 0000000000000000000000000000000000000000000000060000 00
~ — <+ [} o n © 0 o9
COCCCC0000000000000000000000000000000000000000000000000600000

< o 3] 0
o - — =
- — — -
£ o 5] a

OO PPPPPP 0000000000999 90909090909909909090909099999999999999999%9%99%9%9%9990

M92

N M
© ©
o

~ ~ © N
™

Ll

Y14
L16
M17



Page 17 wwPDB EM Validation Summary Report EMD-3726, 5009

OO PPP P00 0PPP0P0 PP 0009090990909 99099099099099099099999999999%99%99%9%99%990

G196
M198
D199
P200
M237

o
N
(=]



Page 18

wwPDB EM Validation Summary Report

EMD-3726, 5009

4 Experimental information (i)

Property Value Source
EM reconstruction method HELICAL Depositor
Imposed symmetry HELICAL, twist—-5.54°, rise=79.31 A, axial | Depositor
sym=C1
Number of segments used 257661 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI POLARA 300 Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 40 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector FEI FALCON II (4k x 4k) Depositor
Maximum map value 0.730 Depositor
Minimum map value -0.430 Depositor
Average map value 0.000 Depositor
Map value standard deviation 0.032 Depositor
Recommended contour level 0.0967 Depositor
Map size (A) 375.2, 375.2, 375.2 wwPDB
Map dimensions 280, 280, 280 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.34, 1.34, 1.34 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:
GDP

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
RMSZ | #|Z| >5 | RMSZ #|Z| >b
1A 0.70 0/3376 0.75 3/4588 (0.1%)
2A 0.70 0/3376 0.75 3/4588 (0.1%)
3A 0.70 0/3376 0.75 3/4588 (0.1%)
4A 0.70 0/3376 0.75 3/4588 (0.1%)
5A 0.70 0/3376 0.75 3/4588 (0.1%)
6A 0.70 0/3376 0.75 3/4588 (0.1%)
TA 0.70 0/3376 0.75 3/4588 (0.1%)
8A 0.70 0/3376 0.75 3/4588 (0.1%)
1B 0.72 0/3228 0.77 3/4369 (0.1%)
2B 0.72 0/3228 0.77 3/4369 (0.1%)
3B 0.72 0/3228 0.77 3/4369 (0.1%)
4B 0.72 0/3228 0.77 3/4369 (0.1%)

(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(0.1%)
(

<
2

Chain

5B 0.72 0/3228 0.77 3/4369 (0.1%
6B 0.72 0/3228 0.77 3/4369 (0.1%
7B 0.72 0/3228 0.77 3/4369 (0.1%
8B 0.72 0/3228 0.77 3/4369 (0.1%
1C 0.76 0/1926 0.89 3/2589 (0.1%
2C 0.76 0/1926 0.89 3/2589 (0.1%
3C 0.76 0/1926 0.89 3/2589 (0.1%
4C 0.76 0/1926 0.89 3/2589 (0.1%
5C 0.76 0/1926 0.89 3/2589 (0.1%
6C 0.76 0/1926 0.89 3/2589 (0.1%
7C 0.76 0/1926 0.89 3/2589 (0.1%
8C 0.76 0/1926 0.89 3/2589 (0.1%)
All All 0.72 | 0/68240 | 0.79 | 72/92368 (0.1%)

W W[ W W W W W W NN NN N ] =] =] =

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.
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There are no bond length outliers.

The worst 5 of 72 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 5A 396 | ARG | NE-CZ-NH2 | 7.84 124.22 120.30
1 8A 396 | ARG | NE-CZ-NH2 | 7.78 124.19 120.30
1 4A 396 | ARG | NE-CZ-NH2 | 7.77 124.19 120.30
1 1A 396 | ARG | NE-CZ-NH2 | 7.75 124.18 120.30
1 6A 396 | ARG | NE-CZ-NH2 | 7.73 124.16 120.30
There are no chirality outliers.
5 of 48 planarity outliers are listed below:
Mol | Chain | Res | Type | Group
1 1A 348 | TYR | Peptide
1 1A 398 | ALA | Peptide
Continued on next page...
$PDB
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Continued from previous page...

Mol | Chain | Res | Type | Group
2 1B 128 | THR | Peptide
2 1B 286 | PHE | Peptide
2 1B 98 | ALA | 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 1A 3307 0 3293 108 0
1 2A 3307 0 3293 105 0
1 3A 3307 0 3293 85 0
1 4A 3307 0 3291 149 0
1 bA 3307 0 3287 223 0
1 6A 3307 0 3289 245 0
1 TA 3307 0 3286 281 0
1 8A 3307 0 3285 267 0
2 1B 3167 0 3138 261 0
2 2B 3167 0 3136 282 0
2 3B 3167 0 3138 372 0
2 4B 3167 0 3137 250 0
2 5B 3167 0 3143 145 0
2 6B 3167 0 3143 139 0
2 7B 3167 0 3140 179 0
2 8B 3167 0 3143 126 0
3 1C 1898 0 1875 89 0
3 2C 1898 0 1874 89 0
3 3C 1898 0 1873 102 0
3 4C 1898 0 1875 84 0
3 5C 1898 0 1875 91 0
3 6C 1898 0 1874 91 0
3 7C 1898 0 1873 101 0
3 8C 1898 0 1875 83 0
4 1A 28 0 12 2 0
4 1B 28 0 12 3 0
4 2A 28 0 12 2 0
4 2B 28 0 12 3 0
4 3A 28 0 12 2 0
4 3B 28 0 12 3 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 4A 28 0 12 2 0
4 4B 28 0 12 3 0
4 bA 28 0 12 2 0
4 5B 28 0 12 3 0
4 6A 28 0 12 5 0
4 6B 28 0 12 3 0
4 TA 28 0 12 7 0
4 7B 28 0 12 3 0
4 8A 28 0 12 6 0
4 8B 28 0 12 3 0

All All 67424 0 66621 2456 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 18.

The worst 5 of 2456 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:3B:256:ASN:HB3 | 1:7A:183:VAL:CG2 1.26 1.65
2:7B:61:VAL:CG2 | 1:8A:287:PHE:CE2 1.78 1.60
2:2B:252:GLU:HG2 | 1:6A:102:GLY:CA 1.26 1.59
2:3B:61:VAL:CG2 | 1:4A:287:PHE:CE2 1.78 1.56
2:3B:2:ARG:HH11 1:7A:75:PRO:CG 0.95 1.55

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.

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 1A 431/433 (100%) | 395 (92%) | 32 (%) 4 (1%) 171 57
1 2A 431/433 (100%) | 395 (92%) | 32 (7%) 4 (1%) 171 57

Continued on next page...
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5 of 72 Ramachandran outliers are listed below:

Type

PHE

GLY
PHE

GLY
PHE

399

196
399

196
399

Chain | Res
1A
1C
2A
2C
3A

Mol
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5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 1A 358/358 (100%) | 351 (98%) 7 (2%) 55 179
1 2A 358/358 (100%) | 351 (98%) 7 (2%) 25 |79
1 3A 358/358 (100%) | 351 (98%) 7 (2%) 25 |79
1 4A 358/358 (100%) | 351 (98%) 7 (2%) 95 |79
1 SA 358/358 (100%) | 351 (98%) 7 (2%) 25 179
1 6A 358/358 (100%) | 351 (98%) 7 (2%) 55 179
1 TA 358/358 (100%) | 351 (98%) 7 (2%) 25 |79
1 8A 358/358 (100%) | 351 (98%) 7 (2%) 25 179
2 1B 333/341 (98%) 325 (98%) 8 (2%) 49 175
2 2B 333/341 (98%) 325 (98%) 8 (2%) 49 175
2 3B 333/341 (98%) 325 (98%) 8 (2%) 49 |75
2 4B 333/341 (98%) 325 (98%) 8 (2%) 49 175
2 5B 333/341 (98%) 325 (98%) 8 (2%) 49 |75
2 6B 333/341 (98%) 325 (98%) 8 (2%) 49 175
2 7B 333/341 (98%) 325 (98%) 8 (2%) 49 175
2 8B 333/341 (98%) 325 (98%) 8 (2%) 49 |75
3 1C 191/193 (99%) 182 (95%) 9 (5%) 26 61
3 2C 191/193 (99%) 182 (95%) 9 (5%) 26 61
3 3C 191/193 (99%) 182 (95%) 9 (5%) 26 61
3 4C 191/193 (99%) 182 (95%) 9 (5%) 26 61
3 5C 191/193 (99%) 182 (95%) 9 (5%) 26 61
3 6C 191/193 (99%) 182 (95%) 9 (5%) 26 61
3 7C 191/193 (99%) 182 (95%) 9 (5%) 26 61
3 8C 191/193 (99%) 182 (95%) 9 (5%) 26 61

All All 7056/7136 (99%) | 6864 (97%) | 192 (3%) 48 73

5 of 192 residues with a non-rotameric sidechain are listed below:
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Mol | Chain | Res | Type
5C 174 MET
6C 232 ARG
5C 232 ARG
6B 217 ASN
TA 417 ARG

N WO | W

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 93
such sidechains are listed below:

Mol | Chain | Res | Type
1 6A 16 ASN
1 TA 389 ASN
1 6A 178 GLN
2
2

6B 119 ASN
7B 84 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

16 ligands are modelled in this entry.

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).
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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Mol | Type | Chain | Res | Link | oo | RuSE | £12] 52 | Couns | RMSE | 41|52
4 GDP 1A 501 - 24,30,30 | 1.13 0 30,4747 | 1.38 4 (13%)
4 GDP 1B 501 - 24,30,30 | 1.25 3 (12%) | 30,4747 | 1.55 4 (13%)
4 GDP 2A 501 - 24,30,30 | 1.13 0 30,4747 | 1.38 4 (13%)
4 GDP 3A 501 - 24,30,30 | 1.13 0 30,4747 | 1.38 4 (13%)
4 GDP 3B 501 - 24,30,30 | 1.25 3 (12%) | 30,4747 | 1.55 4 (13%)
4 GDP 5A 501 - 24,30,30 | 1.13 0 30,4747 | 1.38 4 (13%)
4 GDP 6B 501 - 24,30,30 | 1.25 3 (12%) | 30,4747 | 1.55 4 (13%)
4 GDP 6A 501 - 24,30,30 | 1.13 0 30,4747 | 1.38 4 (13%)
4 GDP TA 501 - 24,30,30 | 1.13 1 (4%) | 30,4747 | 1.38 4 (13%)
4 GDP 8B 501 - 24,30,30 | 1.26 3 (12%) | 30,4747 | 1.55 4 (13%)
4 GDP 4A 501 - 24,30,30 | 1.12 1 (4%) | 30,4747 | 1.38 4 (13%)
4 GDP 7B 501 - 24,30,30 | 1.25 3 (12%) | 30,4747 | 1.55 4 (13%)
4 GDP 5B 501 - 24,30,30 | 1.25 3 (12%) | 30,4747 | 1.55 4 (13%)
4 GDP 4B 501 - 24,30,30 | 1.26 3 (12%) | 30,4747 | 1.55 4 (13%)
4 GDP 2B 501 - 24,30,30 | 1.25 3 (12%) | 30,4747 | 1.55 4 (13%)
4 GDP 8A 501 - 24,30,30 | 1.13 1 (4%) | 30,4747 | 1.38 4 (13%)

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
4 GDP 1A 501 - - 5/12/32/32 | 0/3/3/3
4 GDP 1B 501 - - 3/12/32/32 | 0/3/3/3
4 GDP 2A 501 - - 5/12/32/32 | 0/3/3/3
4 GDP 3A 501 - - 5/12/32/32 | 0/3/3/3
4 GDP 3B 501 - - 3/12/32/32 | 0/3/3/3
4 GDP 5A 501 - - 5/12/32/32 | 0/3/3/3
4 GDP 6B 501 - - 3/12/32/32 | 0/3/3/3
4 GDP 6A 501 - - 5/12/32/32 | 0/3/3/3
4 GDP TA 501 - - 5/12/32/32 | 0/3/3/3
4 GDP 8B 501 - - 3/12/32/32 | 0/3/3/3
4 GDP 4A 501 - - 5/12/32/32 | 0/3/3/3
4 GDP 7B 501 - - 3/12/32/32 | 0/3/3/3
4 GDP 5B 501 - - 3/12/32/32 | 0/3/3/3

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
GDP 4B 501 - - 3/12/32/32 | 0/3/3/3
GDP 2B 501 - - 3/12/32/32 | 0/3/3/3
GDP 8A 501 - - 5/12/32/32 | 0/3/3/3
The worst 5 of 27 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 8B 501 | GDP | O4’-C1’ | 2.55 1.44 1.41
4 4B 501 | GDP | O4-C1’ | 2.53 1.44 1.41
4 7B 501 | GDP | O4’-C1’ | 2.51 1.44 1.41
4 2B 501 | GDP | O4-C1’ | 2.49 1.44 1.41
4 3B 501 | GDP | O4’-C1’ | 2.49 1.44 1.41
The worst 5 of 64 bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
4 8B 501 | GDP | PA-O3A-PB | -4.31 118.02 132.83
4 4B 501 | GDP | PA-O3A-PB | -4.31 118.04 132.83
4 2B 501 | GDP | PA-O3A-PB | -4.31 118.04 132.83
4 7B 501 | GDP | PA-O3A-PB | -4.31 118.05 132.83
4 6B 501 | GDP | PA-O3A-PB | -4.31 118.05 132.83
There are no chirality outliers.
5 of 64 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
4 1A 501 | GDP | C5-0O5’-PA-O2A
4 1B 501 | GDP | C5-0O5’-PA-O1A
4 1B 501 | GDP | C5’-05-PA-O2A
4 2A 501 | GDP | C5-O5-PA-O2A
4 2B 501 | GDP | C5-05-PA-O1A

There are no ring outliers.

16 monomers are involved in 52 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 1A 501 | GDP 2 0
4 1B 501 | GDP 3 0
4 2A 501 | GDP 2 0
4 3A 501 | GDP 2 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 3B 501 | GDP 3 0
4 bA 501 | GDP 2 0
4 6B 501 | GDP 3 0
4 6A 501 | GDP 5 0
4 TA 501 | GDP 7 0
4 8B 501 | GDP 3 0
4 4A 501 | GDP 2 0
4 7B 501 | GDP 3 0
4 5B 501 | GDP 3 0
4 4B 501 | GDP 3 0
4 2B 501 | GDP 3 0
4 8A 501 | GDP 6 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 GDP 1B 501

Bond angles
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Ligand GDP 3A 501
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Ligand GDP 5A 501
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Ligand GDP 6A 501
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Ligand GDP 8B 501
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Ligand GDP 7B 501
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Ligand GDP 4B 501
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Ligand GDP 8A 501

Torsions Rings

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#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-3726. 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: 140 Y Index: 140 7 Index: 140


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: 138 Y Index: 137 7 Index: 146

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 0.0967.
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

4 — Voxel count

Recommended contour
level 0.0967

Voxel count (logl0)

T T T
0.4 -0.2 0.0 0.2 0.4 0.6
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

50000 4

40000 A
E 30000 -+ — \olume
v Recommended contour
E level 0.0967
S

20000 -~

10000 -

D T T I I

T T
—0.4 -0.2 0.0 0.2 0.4 0.6
Contour level

The volume at the recommended contour level is 737 nm?; this corresponds to an approximate
mass of 665 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

Intensity (logl0)

_lﬂ .

I I I I I
0.00 005 010 015 0.20

spatial frequency (A1)

I
0.25

I I
0.30 0.35

*Reported resolution corresponds to spatial frequency of 0.278 At

—— Primary map RAPS
Reported resolution
3.60 A+


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps
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8 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D
FSC
1.0
!
!
)
0.8 19
!
!
!
: —— Author-provided FSC
5 0.6 0.143
® | ——. 05
g ——- Half-bit
5: :. Reported resolution
0.4 1 3.60 A=
\
0.2 1
0.0 T T T T

u T T T
0.00 005 010 015 020 025 030 035
spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.278 At


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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8.2 Resolution estimates (i)

Estimation criterion (FSC cut-off)

Resolution estimate (A)

0.143 | 0.5 Half-bit
Reported by author 3.60 - -
Author-provided FSC curve | 3.57 | 3.94 3.61
Unmasked-calculated™* - - -

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#resolution_estimates
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-3726 and PDB
model 5009. Per-residue inclusion information can be found in section 3 on page 7.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.0967
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 (0.0967).


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, 66% of all backbone atoms, 53% 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 (0.0967) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All m 0.5266 . 0.2760
1A 0.7537 . 0.4400
1B 0.7801 . 0.4400
1C I 0.1319 . 0.0990
2A 0.7284 m 0.4140
2B 0.7360 . 0.4190
2C N 0.1292 I 0.0960
3A B 0.6678 . 0.3810
3B 0.7035 - 0.3920
3C I 0.0418 . 0.0940
4A  0.6626 . 0.3760
4B w 0.6843 . (0.3820
4C I 0.0337 . 0.0740
5A B 0.6492 . 0.2870
5B B 0.6355 . 0.2790
5C I 0.0988 . 0.0710
6A  0.6306 . (0.2650
6B w 0.6221 . 0.2560
6C I 0.0901 . 0.0710
TA B 0.5840 . 0.2570
7B B 0.6214 . 0.2750
7C . 0.0282 . 0.0520
8A B 0.5386 . 0.2350
8B . 0.5222 . (0.2360
8C . 0.0152 . 0.0690

1.0

0.0
W <0.0
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