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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 (i) symbol.

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

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

EMDB validation analysis : 0.0.1.dev43
MolProbity : 4.02b-467
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : 1.9.9
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.31.3


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

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

The reported resolution of this entry is 4.90 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 2
Ramachandran outliers D 3.5%
Sidechain outliers I || D .19
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
7%
[—
1 A 563 68% 20% T
7%
.
1 B 563 70% 18% S
6%
[——
1 C 563 70% 17% C 8%
8%
—
1 D 563 66% 22% AT
16%
[— o
1 E 563 68% 19% . 8%
16%
J——
1 F 563 71% 18% 7
16%
S —
1 G 563 65% 22% 7
7%
S ——
1 H 563 69% 19% R 7

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

Mol | Chain | Length Quality of chain
8%
I
1 I 563 70% 18% a7
7%
[ —
1 J 563 67% 20% S 8%
7%
[ — —
1 K 563 67% 21% . 8%
7%
[— [———
1 L 563 68% 20% .. 8%
7%
[— e ——
1 M 563 67% 20% 5% = 8%
7%
—
1 N 563 68% 19% B 7
17%
— T
1 O 563 69% 17% 5% = 8%
17%
—
1 P 563 69% 20% P T7e




Page 4 wwPDB EM Validation Summary Report EMD-5391, 3J1B

2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 62992 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 Chaperonin alpha subunit.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 519 3937 2475 673 773 16 0 0

Total C N O S
1 B 519 3937 2475 673 773 16 0 0

Total C N O S
1 C 519 3937 2475 673 773 16 0 0

Total C N O S
1 D 519 3937 2475 673 773 16 0 0

Total C N O S
1 2 519 3937 2475 673 773 16 0 0

Total C N O S
1 K 519 3937 2475 673 773 16 0 0

Total C N O S
1 G 519 3937 2475 673 773 16 0 0

Total C N O S
1 H o19 3937 2475 673 773 16 0 0

Total C N O S
1 I o19 3937 2475 673 773 16 0 0

Total C N O S
1 J o19 3937 2475 673 773 16 0 0

Total C N O S
1 K o19 3937 2475 673 773 16 0 0

Total C N O S
1 L o19 3937 2475 673 773 16 0 0

Total C N O S
1 M o19 3937 2475 673 773 16 0 0

Total C N O S
1 N o19 3937 2475 673 773 16 0 0

Total C N O S
1 0 o19 3937 2475 673 773 16 0 0

Total C N O S
1 P 519 3937 2475 673 773 16 0 0



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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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: Chaperonin alpha subunit
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e Molecule 1: Chaperonin alpha subunit

17%

8%

19%

69%

+

Chain H:

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

<>

<>

—
)
=

3

i

~
oo}
o

96d

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
ESE

%54

€%d

1

PO 9OV PPP 00 VPP PP0P0OOSGO I

8¢Y

]
¢

3
L

€0es
20ocA

0 T0ZN

002X
66TD
86TD
Le1d

761d

(434 4

- o
~O~
o =
= <

L 2 4
8
a

GSTY
YaTv

(414

0 ia%:
sv1a
6eTh
8€Td
LETT

0€TA

(0] 94c8

L01d

o

LTI€T

STeY

c1eT

80€Y

L 4

882a

o -
©O ©
N
H ®

LETH

’ seey

YECH

448

4
4
4
0 88€d

0%€I

8EEY

veev

81¢€1

8674

96%a
S6va

m

TLva
TLYH

69%Y

T9%L

£5%d

0S¥V

i

15472

i

9EVA

[4:372%
T€7d

8Ty

veva

61%D

1215723

€074

Ll

96€Y4

o -

>

cess
TesL

918V

1084
90SI
S0Sd

€0SA
COSA
TOSN

e Molecule 1: Chaperonin alpha subunit

18%

8%

18%

70%

Chain I:

o

L073

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

Sd

{475

0%S

62V

pxas

{744

96T1d

0 €673

(434
981d

LLTT

L 4

YLD

0 6%T1

8¥%1d
LTS

8ETd
LETT

0€Td

9214
STTD

21eT

OTE€H

3

S0€d

i

c0ex

1)

8820

98T

S.zd

89CS
1921

@ OO0 PP0P0O00OOG o

i

(474 4
T9Cs

0921

feltacy

0 S9TA
¢

o o 4 2 2 4

<>

052a

26€Q

OO0 OO

98€S

08EN
6LEA

9Led
0 BLEN

S9€d

09eY

0S€d

¢
0 LYEL

o B

0 red

L 4

OO Pe & & o o

L0SY

TOSN

667S
8674

967
S67a

T6%D

887A

S8¥D

c8¥L

3

9,74

254

TLva

S9vd

LSPI

€5v3

3

LYYA

44728

¥

veEVY
EETY

TeEVd

8z

47

21578

Ll

€0VA
2071

00%a

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-5391, 3J1B

wwPDB EM Validation Summary Report

Page 10

82sa

G1SS

0TSy

e Molecule 1: Chaperonin alpha subunit

17%

8%

5%

20%

67%

Chain J:

1118

[4Ua )

880

-
tw
=

29a

94d

754

9EN

veey

1

802x1

¢

5

76Td

T6TA

981

=

€STL

3

6%TT

L7118

8€Td
LETT

11

8TTH

i
.

60€D

¢

c0ex

L6TA
962N

i

882Q

e & <

98T
§82a

oo o o o o o o d

@ 000 oOoO

052a

e
(0748

<>

EETA

¢

0 T6€T
4

0 88€d
0 L8EN

Ll

08EN

8LEV

TLED

69€4

>

09eY

e &
-g-
g

LYEL

=
¢ Es

8eey

E

& 4

e Molecule 1: Chaperonin alpha subunit

i

0 Lzea
¢ sees |
0 szed
4

1284

61V

STEY

ETEV

1

187

S8%D
78%0

1871

i

9.7

cLva

L9¥I

S9vd

(44
T9%L
09%d

€97

677a

0 Al

LYVA

i4%474"

LEVD

SEVS

EEVY
CEVA

0EPY
621
8¢hY

{44748

zevd
154728

515728

SO0¥%T

96€Y
s6€d

82Sa
1280

613V

80SA
1,054

S0Sd
03

86VA

8%

21%

67%

17%

Chain K:

@ OO0 SO0

< & &

e

L 3

>

o
[}
2

ool
=<}
a

o - o
=~~~
)
o= <

0
o
4

h
0
29

N~ oo — N
mgm <
— 12 - O

3

o
«
—

el

ozy
61D
818

LIN

4344

fass s 2 3R R 2

99TH

i

63T

LSTV
9G1d

0 BSTY

€9TL

8¥%1d

0 LYTS

8€Td
LETT

CETA

8CTA

vi1a

0TTd

L0Td

SO0Td

TOTT

o o d

S.zd
vLTy

PATAN

0921

COOPPP & & G0 G000 O S0

SGCA

3

OO o o

05ca
6%CT

izan

[Uza
6€2Y
8€2d
LETH
9€TH

YECH
EETA

rTecd

622a

"

ecT1

812

9721l

TLEd

69€4
89€N

9G€T

"

8¥ed
LYEL

0 Sved
¢

¢

IQOQ

o
<
2]
-

0%eI
6EET
8EEY

SeeT

8CeI
Lgea
9zes

Sced

T2ed

61EV

ETEV
(4548

90€Q

h & 4

6621

¢

0 z62s
|

682)
882a

i

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-5391, 3J1B

wwPDB EM Validation Summary Report

Page 11

€821
z8Th
-t . § o
S0T4 ¢ ¢ NNMM | ¢
6,93 t P ¢ mg ¢ oz
¢ 661D | ¢
It.g 367D ¢ 2Lva 961 ¢
¢ ¢ L. $ ¢ '
«mﬁ ¢ omE & v omqm . ¢ “ sued
697V €613 ¢ e o
¢ “ Feew ¢ e m cava “ 160 [] “.
Jodis | X 063 88TA
¢ 2 “ GISEL “. ¢ 0550 67%a © Rzgm ¢
1 ¢ s . ¢ 9810 ¢
. 987a ¢ 69ud ¢ oves 4 .
e (D R~ SR N 2 ¢ N ’
04 St 0 Lozl ¢ el [ | 0 9.1d ¢
mmwm ¢ 9921 R 9vEY wmwo ¢ 0* 1921
6770 - 0 0 0 wmwg < 0 OI 5928
A 2 ¢ ¢ EVEL Teva o ¢ ww
LyvA N | eves N 32d TLTH ¢
] ¢ Es e 7 ¢
T ¢ oS e eb ¢
[ | ¢ osu R Fraz ¢ “ s
Viaal
E “ mm% 0 “ 0 65¢d
1978
Tevd ¢ ¢ seeT Ol ¢ N 99TI “
: : =g
8cve [oved ¢ ¢
[ zzov ] EES £gs €974 ¢
92vS mm.o = |
l 25es * 0 8911 €921
Lva .
“ ¢ s . :
ﬂvm = ¢ G omma i 5 ¢
9074 ,W 6€S 0. el .m 6€S ¢ o
w gzl 9510 ¢ w o k ovey
< B ¢ 968 < = N €2
86€T = © s # ¢ = © ¢ 4
wmmm 4 = F I reen | eeed [Ax = 1v1S )
g6ed ¢ © 1518 LETH Oces 26£Q | < o [ | asey |
¢ 9zsT i 9€29 mmﬂ_ T6€T k = 0. MHM vEZH
] g Wz ] Cosev s o
¢ ¢ s 2 — oren wsa 2 o1y
M 1 m zeT 0* mmms m ¢ s \.mS ¢
yIL
“ MMM” ommm m £7TA ‘H 50ed ’ mﬂvm ..nna - ‘ omﬁ E 8221
X S
01 \.mmm @) oH r ¢ ¢ 967a O 5 9Tt 0.
TOSN - LETT vzed ostil ¢ s .. B s
08EN — ] (1 R — = e :
) PETT ozes ] ® [ eerr |
¢ =) . | 6T2a ¢ ogo1 = .. e 6120
9c1d 81ea ¢ S ] ]
k g = | | ¢ mmi 3 g1td s
¢ s O g 611 zrey o8ci = e 1 s0e1
¢ | w8t0 M < TTTH ¢ M = 5074 ¢ soea
¢ mﬂwz L] ﬂhu ¢ 0* ¢ 69€4d ° mﬂu 0* 0.

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



EMD-5391, 3J1B

wwPDB EM Validation Summary Report

Page 12

S9€d

0 T9EA

95€T

€5EX

9.%4

79v1

9GS

[4sics

(74744

Syva

+

TEVE
0ETY

L2 4

8CvY
L1%D
1215728
OT¥I
LOTN

9074
S0%T

00%a

96€Y

0 16€1

06V

0 68EN
0 L8EN

98€S
¥8€d
Z8€T

08EN

0 SLEN
¢ ven

12Sa

14!

618V

“

e Molecule 1: Chaperonin alpha subunit

L0SY

£0SA

TOSN

8674

435208

3

287l
1871

8%

19%

68%

17%

Chain N:

S0Td

©® 00O o0 o

0 1670

€674

PO COPPPPO G090 9090000 0o
I
a

.

T6TA

S8TI

281a

ZA%)

OO0 GO0

99T

€9TX

8GT1
LSTY

0 $3TV

0STN

LY1S

SY1a

(4409

8€Td

SETT
8CTY
9214

0zTL

v11a

1118

i

28TA

8.td
LLza

921

i

0921

2ses

8¥CA

{444

(%4

8€¢d

>

EETA

1

622a
8¢T1
LTTA

“

e ac

o &

002X

€LEY

TLed
0Le1

89€A

>

05ed

4
0 LyEL

0 TES

8CE€L
Leea
9zes

Sced

OiOO * <&

€TEN

[44x)
Teed

81€1

98TN

SLPY

cLya
TLVW

T9%L

LSYI

"

iaa s

YEVY

eV
oYY

8¢y
LT%Y

114728

STPA

L& 4

1215728

i

SO0PT
vovs
€07X

00%a

Cwn

78y
€8€1

S1SS

0154
60SL

L0SY

S0Sd

667S
8674

8%

5% -

17%

69%

17%

e Molecule 1: Chaperonin alpha subunit

Chain O:

0tza

{44

L61a

8¢y

0 9TV

€STL

1818
0GTN

8€Td
LETT

€ETS

0E€Td

LTTH

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



EMD-5391, 3J1B

wwPDB EM Validation Summary Report

Page 13

6621
86TA

< <&

<> oo

882a

98CN
§82a

[4:148

LLza

w
~
o
15

1921

0921

@ O VOO PPP VPP PP0P00POCGO S0

(U748

SO & & o

8€cd

H

rees
0€TA

* e <
i

0zes

Ll

3

9.ed
SLEN

&

6€€T

8CEI

geed

STEY

T1€d

90€Q

¢

¢

S6va

98%A
S8%D

€LY1

TLYW

°ovY

€573

1871

8vvY
LYVA

Svva

13274
(07475

1

vevy

CEVA
TeEvd
0EYY

LT9Y
474

LTSL

€0SA
CO0SA

8674
L6¥I

e Molecule 1: Chaperonin alpha subunit

17%

8%

20%

69%

Chain P:

081

S.d

TLI
1.3

*

OO0 GO0

¢

¢

2 4

961d

€674
(4334

781A

5

9.14

i ZA%)

L9918
99TH

€9TX

8GTT

vSTY
€GTL

8€Td
LETT

CETH

0E€Td

vera

1

S0T4d

86V

6824

~
~
()
[=]

¢
¢
¢
¢
¢
¢

€8€T

STeY

T1Ed

L6TA

8674

967a

76vI

i

SLYY

2

09%d
657V

€C¥T

(4578

613V
8184

018y

L0SY

€0SA

00SI

O

R LDWIDE
PROTEIN DATA BANK

W



Page 14

wwPDB EM Validation Summary Report

EMD-5391, 3J1B

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C8 Depositor
Number of particles used 55460 Depositor
Resolution determination method | Not provided

CTF correction method The whole micrograph Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A2) 20 Depositor
Minimum defocus (nm) 1500 Depositor
Maximum defocus (nm) 3500 Depositor
Magnification 96000 Depositor
Image detector GATAN ULTRASCAN 4000 (4k x 4k) Depositor
Maximum map value 13.752 Depositor
Minimum map value -7.622 Depositor
Average map value 0.000 Depositor
Map value standard deviation 1.248 Depositor
Recommended contour level 3.3 Depositor
Map size (A) 268.704, 268.704, 268.704 wwPDB
Map dimensions 288, 288, 288 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 0.933, 0.933, 0.933 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | ¢ o7 #|Z| >5 RMSZ #4Z| >5
1 A 1.60 20/3974 (0.5%) 1.93 83/5360 (1.5%)
1 B 1.59 17/3974 (0.4%) 1.98 94/5360 (1.8%)
1 C 1.55 16/3974 (0.4%) 1.93 90/5360 (1.7%)
1 D 1.57 21/3974 (0.5%) 2.00 116/5360 (2.2%)
1 E 1.53 12/3974 (0.3%) 2.05 103/5360 (1.9%)
1 F 1.57 17/3974 (0.4%) 1.99 95/5360 (1.8%)
1 G 1.57 20/3974 (0.5%) 2.01 101/5360 (1.9%)
1 H 1.58 19/3974 (0.5%) 1.97 95/5360 (1.8%)
1 | 1.56 22/3974 (0.6%) 1.94 80/5360 (1.5%)
1 J 1.58 21/3974 (0.5%) 2.00 112/5360 (2.1%)
1 K 1.56 23/3974 (0.6%) 1.95 84/5360 (1.6%)
1 L 1.53 19/3974 (0.5%) 1.99 99/5360 (1.8%)
1 M 1.56 20/3974 (0.5%) 2.01 120/5360 (2.2%)
1 N 1.59 20/3974 (0.5%) 1.97 101/5360 (1.9%)
1 ) 1.58 13/3974 (0.3%) 2.01 116/5360 (2.2%)
1 P 1.60 26,/3974 (0.7%) 1.97 92/5360 (1.7%)
All All 1.57 | 306/63584 (0.5%) | 1.98 | 1581/85760 (1.8%)

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 20
1 B 0 21
1 C 0 21
1 D 0 19
1 E 0 24
1 F 0 15
1 G 0 25
1 H 0 19
1 I 0 23

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

Mol | Chain | #Chirality outliers | #Planarity outliers
0 23

20

17

17

26

19

20

329

e L I i )
=l ol o) 2| 2| | = —
(ev] Nen] Nenl Nen)l Neol Neo)l Nas)]

All

The worst 5 of 306 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 N 447 | TYR | CE1-CZ | 9.27 1.50 1.38
1 O 353 | TYR | CG-CD1 | 8.65 1.50 1.39
1 D 326 | SER | CA-CB | 8.46 1.65 1.52
1 B 386 | SER | CA-CB | 8.39 1.65 1.52
1 F 491 | GLY CA-C | -8.08 1.39 1.51

The worst 5 of 1581 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 G 406 | ARG | NE-CZ-NH1 | -19.65 110.47 120.30
1 I 507 | ARG | NE-CZ-NH2 | 19.50 130.05 120.30
1 L 430 | ARG | NE-CZ-NH2 | 18.88 129.74 120.30
1 I 507 | ARG | NE-CZ-NH1 | -17.58 111.51 120.30
1 J 240 | ARG | NE-CZ-NH2 | 17.26 128.93 120.30

There are no chirality outliers.

5 of 329 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
154 | ALA | Peptide
16 | ARG | Sidechain
163 | TYR | Sidechain
193 | GLU | Peptide
213 | LYS 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

WO RLDWIDE

PROTEIN DATA BANK
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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 3937 0 4104 12 0
1 B 3937 0 4104 14 0
1 C 3937 0 4104 12 0
1 D 3937 0 4104 8 0
1 E 3937 0 4104 18 0
1 F 3937 0 4104 13 0
1 G 3937 0 4104 20 0
1 H 3937 0 4104 11 0
1 I 3937 0 4104 8 0
1 J 3937 0 4104 13 0
1 K 3937 0 4104 14 0
1 L 3937 0 4104 15 0
1 M 3937 0 4104 15 0
1 N 3937 0 4104 13 0
1 O 3937 0 4104 15 0
1 P 3937 0 4104 10 0

All All 62992 0 65664 207 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 2.

The worst 5 of 207 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:K:454:ILE:HG22 | 1:K:455:PRO:HD2 1.67 0.77
1:K:232:VAL:HG11 | 1:K:368:VAL:HG21 1.72 0.72
1:1:343:ILE:H 1:L:343:ILE:HD12 1.56 0.69
1:J:87:GLN:HE21 1:J:91:VAL:HG22 1.60 0.66
1:F:454.1LE:HB 1:F:455:PRO:HD2 1.79 0.65

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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

entries.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_backbone
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The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 517/563 (92%) 468 (90%) | 30 (6%) | 19 (4%) 27
1 B 517/563 (92%) 468 (90%) | 37 (7%) | 12 (2%) 6| 36
1 C 517/563 (92%) 470 (91%) | 27 (5%) | 20 (4%) 26
1 D 517/563 (92%) 455 (88%) | 38 (7%) | 24 (5%) 23
1 E 517/563 (92%) 472 (91%) | 28 (5%) | 17 (3%) 29
1 F 517/563 (92%) 466 (90%) | 28 (5%) | 23 (4%) 24
1 G 517/563 (92%) 470 (91%) | 31 (6%) | 16 (3%) 30
1 H 517/563 (92%) 459 (89%) | 38 (7%) | 20 (4%) 26
1 I 517/563 (92%) 462 (89%) | 33 (6%) | 22 (4%) 24
1 J 517/563 (92%) 464 (90%) | 33 (6%) | 20 (4%) 26
1 K 517/563 (92%) 467 (90%) | 35 (7%) | 15 (3%) 31
1 L 517/563 (92%) 471 (91%) | 29 (6%) | 17 (3%) 29
1 M 517/563 (92%) 460 (89%) | 37 (7%) | 20 (4%) 26
1 N 517/563 (92%) 470 (91%) | 32 (6%) | 15 (3%) 31
1 O 517/563 (92%) 465 (90%) | 36 (7%) | 16 (3%) 30
1 P 517/563 (92%) 464 (90%) | 41 (8%) | 12 (2%) 6| 36

All All 8272/9008 (92%) | 7451 (90%) | 533 (6%) | 288 (4%) 6| 28

5 of 288 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 150 ASN
1 A 155 ARG
1 A 322 ARG
1 A 387 ASN
1 A 455 PRO

5.3.2 Protein sidechains (1)

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

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_sidechains
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 427/453 (94%) 406 (95%) | 21 (5%) 25 51
1 B 427/453 (94%) 405 (95%) | 22 (5%) 23 49
1 C 427 /453 (94%) 414 (97%) | 13 (3%) 41 63
1 D 427/453 (94%) 401 (94%) | 26 (6%) 181 46
1 E 427 /453 (94%) 412 (96%) | 15 (4%) 36 60
1 F 427/453 (94%) 417 (98%) | 10 (2%) 50 70
1 G 427/453 (94%) 410 (96%) | 17 (4%) 31 56
1 H 427/453 (94%) 411 (96%) | 16 (4%) 34 58
1 | 427/453 (94%) 411 (96%) | 16 (4%) 34 58
1 J 427 /453 (94%) 412 (96%) | 15 (4%) 36 60
1 K 427/453 (94%) 401 (94%) | 26 (6%) 181 46
1 L 427/453 (94%) 406 (95%) | 21 (5%) 25 51
1 M 427/453 (94%) 409 (96%) | 18 (4%) 30 54
1 N 427/453 (94%) 413 (97%) | 14 (3%) 38 61
1 O 427 /453 (94%) 412 (96%) | 15 (4%) 36 60
1 P 427/453 (94%) 414 (97%) | 13 (3%) 41 63
All All 6832/7248 (94%) | 6554 (96%) | 278 (4%) 34 55

5 of 278 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 M 454 ILE
1 N 142 THR
1 0 406 ARG
1 F 119 PRO
1 E 455 PRO

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

such sidechains are listed below:

Mol | Chain | Res | Type
1 L 234 HIS
1 O 477 HIS
1 M 221 GLN
1 M 490 ASN
1 P 234 HIS

5 of 38
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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)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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

This section contains visualisations of the EMDB entry EMD-5391. 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: 144 Y Index: 144 7 Index: 144


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: 100 Y Index: 100 Z Index: 157

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 3.3.
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
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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 3.3

Voxel count (logl0)

CI T T T T
-3 0 5 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)

Volume estimate

20000
17500 A
15000 ~

12500 -
— \olume

10000 - Recommended contour
level 3.3

volume (hm?3)

7500 ~

3000

2500 4

D ---'_'—-—_
T T T

T
-5 0 5 10
Contour level

The volume at the recommended contour level is 619 nm?; this corresponds to an approximate
mass of 560 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

5 —— Primary map RAPS
Reported resolution
4.90 A*

Intensity (logl0)

_lﬂ .

I 1
0.0 0.1 0.2 0.3 0.4 0.5
spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.204 At
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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-5391 and PDB
model 3J1B. Per-residue inclusion information can be found in section 3 on page 5.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 3.3 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 (3.3).
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9.4 Atom inclusion (i)

Atom inclusion

1.0
o
= 0.8
2
!
5
5 0.6 4 —— Backbone atoms
£ All non-hydrogen
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=] Recommended contour
]
o level 3.3
S 0.4
=
2
!
[}
o
E 0.2 1

0.0 . . T

T
-5 0 5 10
Contour level

At the recommended contour level, 81% of all backbone atoms, 65% of all non-hydrogen atoms,
are inside the map.
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (3.3) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.6533 . 0.1960
A B 0.6508 . 0.1990
B B 0.6534 . 0.1930
C  0.6495 . (0.1970
D m 0.6577 . (0.1980
E B 0.6562 I (0.1960
F B 0.6562 . 0.2010
G B 0.6559 . 0.1970
H B 0.6466 . 0.1910

I B 0.6485 . 0.1950
J  0.6523 . 0.1920
K w 0.6552 . 0.1960
L B 0.6482 I 0.1910
M  0.6539 . 0.2000
N B 0.6505 . 0.1990
@)  0.6577 . 0.1960
P B 0.6601 . 0.1970

1.0

0.0
W <0.0
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