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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 7.60 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 - 29
Ramachandran outliers D 3%
Sidechain outliers I | I (1%

Worse

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Better

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
35%
. e
45% 42% c. 9%
1 A 747
18%
—
1 B 747 46% 41% C 0%
28%
I — —
1 C 747 47% 41% . 10%
30%
e ——
1 D 747 45% 43% . 10%
28%
I —
1 E 747 45% 2% C10%
36%
...
1 F 747 44% 41% %
26%
T ———
2 G 297 49% 44% -
28%
T ————
2 H 297 54% 41% -

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

Mol | Chain | Length Quality of chain
28%
] —
2 I 297 57% 38% ..
29%
T — —
2 J 297 52% 42% .
22%
e —
3 K 63 38% 57% .
22%
I —— -
4 L 67 51% 43% .
16%
..
5 M 188 29% 40% 30%
SPDE
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 41139 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 Vesicle-fusing ATPase.

Mol | Chain | Residues Atoms AltConf | Trace
! A 678 ESZZI 32%3 81;16 951)6 283 0 0
1 B 672 Egg;l 31(5397 81;12 951)4 284 0 0
! ¢ 676 Eggzl 31096 81;12 928 283 0 0
1 b 673 ngt)zl 31C74 8127 9(3)9 2S4 0 0
1 B 670 E(())El 31C83 81(\316 9(3)9 284 0 0
1 K 654 th;z}l 31(?30 814\119 933 2S4 0 0

There are 18 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A -2 GLY - EXPRESSION TAG | UNP P18708
A -1 ALA - EXPRESSION TAG | UNP P18708
A 0 HIS - EXPRESSION TAG | UNP P18708
B -2 GLY - EXPRESSION TAG | UNP P18708
B -1 ALA - EXPRESSION TAG | UNP P18708
B 0 HIS - EXPRESSION TAG | UNP P18708
C -2 GLY - EXPRESSION TAG | UNP P18708
C -1 ALA - EXPRESSION TAG | UNP P18708
C 0 HIS - EXPRESSION TAG | UNP P18708
D -2 GLY - EXPRESSION TAG | UNP P18708
D -1 ALA - EXPRESSION TAG | UNP P18708
D 0 HIS - EXPRESSION TAG | UNP P18708
E -2 GLY - EXPRESSION TAG | UNP P18708
E -1 ALA - EXPRESSION TAG | UNP P18708
E 0 HIS - EXPRESSION TAG | UNP P18708
F -2 GLY - EXPRESSION TAG | UNP P18708
F -1 ALA - EXPRESSION TAG | UNP P18708
F 0 HIS - EXPRESSION TAG | UNP P18708



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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e Molecule 2 is a protein called Alpha-soluble NSF attachment protein.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
2 G 286 2255 1424 373 441 17 0 0

Total C N O S
2 H 286 2255 1424 373 441 17 0 0

Total C N O S
2 I 286 2251 1421 372 441 17 0 0

Total C N O S
2 J 286 2255 1424 373 441 17 0 0

There are 8 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
G -1 GLY - EXPRESSION TAG | UNP P54921
G 0 SER - EXPRESSION TAG | UNP P54921
H -1 GLY - EXPRESSION TAG | UNP P54921
H 0 SER - EXPRESSION TAG | UNP P54921
I -1 GLY - EXPRESSION TAG | UNP P54921
I 0 SER - EXPRESSION TAG | UNP P54921
J -1 GLY - EXPRESSION TAG | UNP P54921
J 0 SER - EXPRESSION TAG | UNP P54921

e Molecule 3 is a protein called Vesicle-associated membrane protein 2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 K 61 493 301 93 98 1 0 0

There is a discrepancy between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
K 27 GLY - EXPRESSION TAG | UNP P63045

e Molecule 4 is a protein called Syntaxin-1A.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 L 66 536 331 91 109 5 0 0

There is a discrepancy between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual Comment Reference
L 190 MET - EXPRESSION TAG | UNP P32851

e Molecule 5 is a protein called Synaptosomal-associated protein 25.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
g M 131 1038 614 194 221 9 0 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: Vesicle-fusing ATPase
35%
Chain A: 45% 42% T
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Vesicle-fusing ATPase

e Molecule 1

30%

10%

43%

45%

Chain D

< w0
[T o]
n >

o
0
=

D ~
< wn
= =

0 ©
& <
>

[}
=
=

o
<
w A

©
I
H

<
N
=

COPPPPPPPPPPPPPPPPPPPPOO 90000000

€TA
{444

L 4
0
S
=l

~ o
— [~
2] =

o
b
=

COPP 9000090909009 0 0900909090900 909090909090909090%0%%9090

—
—
o

OO PPOPOOOSO G000

L
9TTA

¢
¢
9
¢
¢
¢
¢
¢
&

¢
¢
¢
¢

T0Td

661
864

N
@
=

e o 4 2 2 & & 2
$33
o0 =

~
©
B3

< W
© ©
-

<
~
-
=

¢
¢
¢
¢
04
¢
¢
¢

o o 4

CSTI

1824

@ 0O oo

o oo o 4

¢
¢
¢
¢

¢

Lo 2 2 4

LLEQ

9g€s

€3ed

(43514

9zeT
Scel

veer
€CEH

ozes
6TEN
8TeY
L1€D

LSPI
9G¥H

EGTH
0S%S
1
1532748
ovva
6EVY
LEVS
9€Vd
SEPN

PX472:)
14728

LIVH
91%d

TT9L
OT¥H

L0YT
90¥%I
E{4]

€074

T€S8
0ESN
6254
8TSL
2zsb

SCSA
¥2s1

129D

8T9T

918y
STSL
7ISA
€7Sd
215d

0TSM
6054
80SI

SOSN

6650
8698
L6971

€694

2ceLT
7994
- TELY
85971 Imuhm
LSON P
9593 I
SSON 9ZLA
7593
Cosn o

_

vELY

Vesicle-fusing ATPase

e Molecule 1

10%

42%

45%

28%

Chain E

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-6206, 3J96

wwPDB EM Validation Summary Report

Page 11

© N~
w
> A

CSH
TSL

Ao o 4 BB 4 4 4 2
[Te]
2

691
8L

i

Q@ COPPPPPPPPPOO 90000000

472!

Twd

© o
[l s
H 0

o)
N
=

9zd

COOPPPOOO & V000G

449N
€CTA

0zZN

911

e R L A S S e e . o

T1D

COOPPPPOPOSO 0000 o0 o

1214

LTI

781V
€8TA

B
M

€11

9L11

o
~ S
par
@ >

a2 2 2 2 2

CTLII
90TN

661

L61

S6IW

160

S
|
¢

¥STY

CSTI

671N
8¥11

LYT1

<>

9€TT

OO PPPP0P000O0OOOOS

YETD

6%2D
2izalt
Lved
felgacs
SveA
i 4/a%
eved

0 zhed

oved
6ETA

9gTy

Tecd

8TTS

¥Zea

612D
8TCN

(=3 =3
[ S
- 3]
= 4

0 TOEN

o]
o)
N
©n

w ©
D 0
[AR]
- o

sl
2]
N
B4

1621

68cd

€82
¢8td

OQOQQQiOO o 4 2

8G€I
LSEN

S9G€T

2SeEN

0€ET

Leed

< oo

¢ W ©
(S
m M m
HoH A

{449

0 0zes

€SV

9€Vd

§2572:8

{457t
TEVA

8Ty

<>

9TYI

>

€TPY

80SI

905D
SOSN

€0ST
208k

@  © 000 oOoO
i3 —
3' 3
3 <

9§81
SG9Y

€939V

0SSL

L

8€SS
LESA
9€ST

YeSL

659N

SS9

€390

TS990

089d

€E9Y
Te9N

Vesicle-fusing ATPase

e Molecule 1

12%

41%

44%

36%

Chain F

g H B
= A =

39
AN

< © ool
) 2] 0
- =] ~

o
NN
= =

~ 0
= -
n 4

—
—
3]

oTH

OOV PPPPPP0P0P P90 P0P 0909090990999 99099099099099099999999%9%99%9%9%990

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-6206, 3J96

wwPDB EM Validation Summary Report

Page 12

PIIL
€11a

L0TI
90TN

—
o
=
=N

661
864

L61

S6W

88V

0 N~
©
IIIII e

™
@
>

9.b

LI
€LS

oLy
69M

® w0 ~
© © © ©Q
(2 =% ~

09A

OO PPPPP PP PPPPPPP PP P99V PPPPPNPPPPPPPO 9909999999990 9%9090

o
[re)
=
s

< [=3
[ o
= 3]
= x

OO SO0

67TA
8711

Sv14d
IT

EVIN

Lo 4 4 2 2 2

A A A A e e

8zZTh

0 9TIN

S¢Td

>

=
NN
—
[

>

¥Zca

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
mom  $50H
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

T

¢
¢
¢

1618

1813

78TV

[}
)
-
=

6¥%2H
8¥CH
YAzl
eigact
sven

0LeT
69€N
89¢€1

LSEN

SS€T
Aoy

TSEN

9CET

17438
€CEH

0ozes
6TEN

0 ~
=1 -

vred

e s S 2 2 2 2 4

c1ed

0 jasscy
ored
¢

60EY

ovva
6EVY

LEYS
9EVd

YEVN

[4574C)
TEVA

8Cyd

125708

£T7Y4

TI7L
OT¥H

80%H

L

¥ov1

5017’8
0073
66€0d

0 96€D

S6€T

06€d
68€1

0 88y

0 98ed
4

$ o
¢ eed
0 0gea
# eer

8LET

0 L2€Q

Y.LEN

CTLEW
TLED

908D

9SVH

EGTH

0S¥S
6770

17478
T

991

¢ e
0 6953

8554
LSSV

7SSV

2SST

0§51
6793

L1998

evsa

B6ESA
8E€SS

S€5d
0 £€5Y
|

0ESN
6251

pXasii]
9TSh

¥2s1
€291
[aacxc
129D

3

709

T09A
TO9A

6650
86S5S

9650

1650

6854
8851

98S)

€850

T894

6.LSL
8.54
L1SS

S.9D

LS

0 TL9N

TLSa

LOLI
90.L9
S0LI

0 6693
1690

S69V

1694
0694

9894

%899

2891

111

Alpha-soluble NSF attachment prote

e Molecule 2

44%

49%

26%

Chain G

190

IIIII 7
o M
H o

0
o0
0

9Ts

a2 2 2 4

1A

N~ 0
53
= @

<
-
=)

o
-
<

PO 9O 9O & V9090999909909 90900%90000

OTTI

80TI

7011

COTN
T0TI
00TV

L6d
96d
Sev

264

98A
S84

(434
8Y
08a

0 6LH
0 8L
4
¢

¢
¢

CLH
TLT

69V

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-6206, 3J96

wwPDB EM Validation Summary Report

Page 13

024

S0CTA

€0ey

00T

L6771

Ao BB 4 2 & 2 4

Te
)
—
©n

88TA

9814
G8TX
Y811

2811

6LT0
8LTA

9.271
S.LTM

TL2d
0.4zs

89¢S

192a
99CA

Lo oo 2B 2 4

i

€92A

0921

85CS

0 $92h
|

8¥%C1

a8

iagal
€¥CT

i

6€TH

0 Le2a
¢

vecy
geed
ceTd
T€CT

Lo 2 2 2 4

8CTA
ST

e
13444
0zeN
61271
8T

0 L12a

91¢I

€TCH
[4549]

602V
8024

[4s1ace
pCrace

A s s s s d

1821
9821

i

e Molecule 2

78T

[4:14:

0821

11

Alpha-soluble NSF attachment prote

41%

28%
54%

L

Chain H

ovd

8€L

T2A

B R A e e

LTV

(419
TGTA

67TV

L7TD

YYTH

(47458

8ETA

9ETA
SETT

0TTI

80TI

8V

b 2 4

91¢I

€TCH
218D

60TV
802x
024

S0TA

€0Tx

002X

86T1T
L6171

96Td
S61S

(438 4

A e o o4

88TA

i

9874

¥8TI

0 €810

(4198

* <
3
R

08T
6LT0
8LTX

& 4

i

8¥CT

~
<
N
=

<
<
]
=

< 0 ©
| o M
N
< I 0

ceTd
TeCT
0€eTT

Lo o 2 2 2 & & 2 2

pxaas

€21
e
Teey
0ozeN

9821

11

Alpha-soluble NSF attachment prote

e Molecule 2

38%

57%

28%

Chain I

190

oV
E9N

8GM

€94

0SN

[
<
<

oy
SPA
42"

ova

8€L

TCA

B L e e e e

3

814

V11

-4

L 4

SL1

>

CLH
TLT

69V
89V

(4540}

802x1
1024

S0CA

€02

T0TS
00T

L6TT

S6TS

06TL

Lo BB 4 2 & 2 4

88TA

98TH
G8TX
7811

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-6206, 3J96

wwPDB EM Validation Summary Report

Page 14

282y
821
0821

9,21
G.2H

0 $9TH
1923

89¢S

i

952

0 ST

QOI

8¥%C1T

iga

i

iagalt
€¥CT

LETA

0
e}
N
[

vecy

e s o o o BB 4 2

[}
5}
N
a,

T6cd

e o o & 4

e Molecule 2: Alpha-soluble NSF attachment protein

18C1

0 582)

42%

52%

29%

Chain J:

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

©
©
O

7oV

6GS

LGN

€393

TSN

6%V

AL

¢

9€TA
SETT
vETT

TETA
0€TI

82TV
1271
9C1s

YCTH

(445’8

0ozTY
6TTI
8TTL

L1Td

6.LH

TLT

69V

802X

S0TA

€02

T0Zs

0 00TA

0 1671
+EE
0 S6TS
¢

0 06TL

88TA

9873
S8TA
7811

28TI

081X
6.L1D
8LTK
LLTD
9.14

¢

€LTV
cLIY
TLIA

89TA
L9TH

910

¢

%

097S
6STS

L2 4

TSTA

67TV

LyT0

Yy TH

L o 2 2 2 2 N 2

{47450

v

0 L92a

o 2 2

8%
LyCT

0 oves

ja7a)
E£YCT

i

%20
ovea

i

LgTa
9€TS

gecd

Sy
3¢}
N
<

geed
ceed
T€TT
0€zTd

Lo 2 2 2 & 2 4

8CCA
pRaas

SCTA

£€eT1
(444}

6121
8TCH
L12a
9121

Yred

[4540]

[41acs

0620

88zh

1821
98¢L

0 582

ey
{4144
1821

e Molecule 3: Vesicle-associated membrane protein 2

6.LTH

¢

S.LTM

22%

57%

38%

Chain K:

68M

183
984

8y

o d 4 4 2 2 & 2 & 4
wn
£

LL4

jZA 1

0LT

89d

994
S9a
¥9a
€91

198

693
83sd

9%y

751
€GA

0 150

0SA

L 4
3
=

i)
SYI

37208
(47
1578

6EA
8ed
LEY

SEL
eb

o
0
ik

i

e Molecule 4: Syntaxin-1A

&
o
(2]
o

22%

43%

51%

Chain L:

TSclL

8¥cA

1574
ovey

9€CN

€eCI

e Molecule 5: Synaptosomal-associated protein 25

N

o

™M

L

o

<

%

o)

~N
X
©
~

g

o=

<

ﬂhu

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-6206, 3J96

wwPDB EM Validation Summary Report

Page 15

SON

0 4t

<&

T6TI
06TL
981a

C8TH
7811

0 0814
6L1d
8L1I
LLTD

0 9LTY
SLIN
HLID

TLII
0L1d

891D
LOTH

S9T11
7o1TV
E9TH

19148
09711

LSTI
9STI
GSTH

E€STA
TST

6YIN
8%1d

9V

> o

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16

wwPDB EM Validation Summary Report

EMD-6206, 3J96

4 Experimental information (i)

Property Value Source

EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C1 Depositor
Number of particles used 29717 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method Each particle Depositor
Microscope FEI POLARA 300 Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 44 Depositor
Minimum defocus (nm) -1800 Depositor
Maximum defocus (nm) -2800 Depositor
Magnification 31000 Depositor
Image detector GATAN K2 (4k x 4k) Depositor
Maximum map value 12.118 Depositor
Minimum map value -4.498 Depositor
Average map value 0.000 Depositor
Map value standard deviation 1.000 Depositor
Recommended contour level 5.0 Depositor
Map size (A) 311.1936, 311.1936, 311.1936 wwPDB

Map dimensions 128, 128, 128 wwPDB

Map angles (°) 90.0, 90.0, 90.0 wwPDB

Pixel spacing (A) 2.4312, 2.4312, 2.4312 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 | pyio7' 0 17155 | RMSZ #|Z| >5
1 A 0.46 1/5124 (0.0%) 0.85 13/6935 (0.2%)
1 B 0.41 1/5113 (0.0%) 0.77 7/6915 (0.1%)
1 C 0.39 0/5115 0.75 6/6922 (0.1%)
1 D 0.43 0/5069 0.77 8/6864 (0.1%)
1 E 0.44 0/5088 0.83 14/6881 (0.2%)
1 F 0.44 1/5001 (0.0%) 0.81 14/6760 (0.2%)
2 G 0.36 0/2295 0.65 0/3086
2 H 0.36 0/2295 0.62 2/3086 (0.1%)
2 | 0.35 0/2291 0.61 0/3082
2 J 0.35 0/2295 0.62 1/3086 (0.0%)
3 K 0.24 0/496 0.41 0/664
4 L 0.24 0/541 0.43 0/723
5 M 0.22 0/1038 0.41 0/1381
All All 0.41 | 3/41761 (0.0%) | 0.75 | 65/56385 (0.1%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers

1 A 0 1
B 0 1

1 E 0 1
1 F 0 1

All All 0 4

All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 320 | SER | CB-OG | -6.72 1.33 1.42
1 B 708 | LYS | CE-NZ | 5.60 1.63 1.49
1 F 545 | PRO | N-CD | 5.21 1.55 1.47
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The worst 5 of 65 bond angle outliers are listed below:

Mol Res | Type Atoms Z Observed(°) | Ideal(?)
1 B 708 | LYS CD-CE-NZ | 14.61 145.29 111.70
1 F 518 | LEU | CB-CG-CD1 | -10.49 93.17 111.00
1 A 597 | LEU | CB-CG-CD2 | -10.05 93.91 111.00
1 F 397 | LEU | CA-CB-CG | 9.14 136.32 115.30
1 C 322 | LEU | CA-CB-CG | 8.22 134.21 115.30

There are no chirality outliers.

All (4) planarity outliers are listed below:

Mol Res | Type | Group
1 A 241 | PRO | Peptide
1 B 438 | GLY | Peptide
1 E 438 | GLY | Peptide
1 F 438 | GLY | 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 Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 5048 0 4974 346 0
1 B 5037 0 4996 313 0
1 C 5039 0 4965 309 0
1 D 4994 0 4923 331 0
1 E 2012 0 4954 336 0
1 F 4926 0 4896 311 0
2 G 2255 0 2199 142 0
2 H 2255 0 2199 113 0
2 I 2251 0 2188 117 0
2 J 2255 0 2199 125 0
3 K 493 0 491 61 0
4 L 536 0 227 o8 0
) M 1038 0 1011 117 0

All All 41139 0 40522 2385 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 29.

W

O RLDWIDE

PROTEIN DATA BANK
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The worst 5 of 2385 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:F:263:GLY:HA3 1:F:437:SER:HB2 1.29 1.14
1:A:549:LYS:NZ 1:A:647:SER:OG 1.93 1.01
2:H:271:ARG:HH11 | 2:1:234:ALA:HB2 1.28 0.98
2:1:200: TYR:HB3 | 5:M:161:ARG:HD2 1.43 0.97
2:H:219:LEU:HB2 2:H:222:1LYS:HB3 1.46 0.97

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.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 668/747 (89%) | 610 (91%) | 43 (6%) | 15 (2%) 6] 35
1 B 662/747 (89%) | 592 (89%) | 55 (8%) | 15 (2%) 6] 34
1 C 666,747 (89%) | 616 (92%) | 37 (6%) | 13 (2%) 38
1 D 663/747 (89%) | 607 (92%) | 44 (7%) | 12 (2%) 8] 40
1 E 658/747 (88%) | 604 (92%) | 43 (6%) | 11 (2%) 9| 42
1 F 644/747 (86%) | 583 (90%) | 43 (7%) | 18 (3%) 30
2 G 284/297 (96%) | 238 (84%) | 34 (12%) | 12 (4%) 22
2 H 284/297 (96%) | 232 (82%) | 44 (16%) | 8 (3%) 30
2 I 284/297 (96%) | 233 (82%) | 44 (16%) | 7 (2%) 32
2 J 284/297 (96%) | 234 (82%) | 41 (14%) | 9 (3%) 26
3 K 59/63 (94%) 55 (93%) | 2 (3%) | 2 (3%) 26
4 L 64/67 (96%) 60 (94%) | 3 (5%) | 1(2%) 9| 44
5 M 127/188 (68%) | 125 (98%) | 2 (2%) 0 100
All | Al | 5347/5988 (89%) | 4789 (90%) | 435 (8%) | 123 (2%) | [|9| 34
gPDEB
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5 of 123 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 223 LEU
1 A 293 LYS
1 A 294 TYR
1 A 318 ALA
1 A 333 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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 515/638 (81%) | 503 (98%) | 12 (2%) 50 70
1 B 521/638 (82%) | 511 (98%) | 10 (2%) 57 |75
1 C | 516/638 (81%) | 511 (99%) | 5(1%) | 76 |s6] |
1 D 511/638 (80%) | 504 (99%) | 7 (1%)

1 E 516/638 (81%) | 511 (99%) | 5 (1%)

1 F 512/638 (80%) | 509 (99%) | 3 (1%)

2 G 235/244 (96%) | 235 (100%) 0

2 H 235/244 (96%) | 234 (100%) | 1 (0%)

2 I 234/244 (96%) | 234 (100%) 0 [100] [100]
2 J 235/244 (96%) | 235 (100%) 0 |
3 K 52/54 (96%) | 52 (100%) 0 100 ] [100]
4 L 60/61 (98%) 58 (97%) | 2 (3%) 38 61
5 M 113/161 (70%) | 112 (99%) | 1 (1%) 78
All | ALl | 4255/5080 (84%) | 4209 (99%) | 46 (1%) 74

5 of 46 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 105 LYS
1 E 196 ILE
1 D 189 GLU

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

Mol | Chain | Res | Type
1 D 663 THR
1 E 322 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 50
such sidechains are listed below:

Mol | Chain | Res | Type
1 F 313 GLN
2 H 72 HIS
5 M 66 HIS
1 F 319 ASN
2 G 72 HIS

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.
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-6206. 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: 64 7 Index: 64


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: 68 Y Index: 63 7 Index: 94

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 5.0.
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.
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7 Map analysis (i)

This section contains the results of statistical analysis of the map.

7.1 Map-value distribution (i)

Map-value distribution

— Voxel count

3- Recommended contour
level 5.0

Voxel count (logl0)

0

T T T T
=50 =25 0.0 2.5 5.0 7.5 10.0 12.5
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.
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7.2  Volume estimate (i)

Volume estimate
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The volume at the recommended contour level is 386 nm?; this corresponds to an approximate
mass of 349 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
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*Reported resolution corresponds to spatial frequency of 0.132 A1
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8 Fourier-Shell correlation (i)

This section was not generated. No FSC curve or half-maps provided.


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

Page 29 wwPDB EM Validation Summary Report EMD-6206, 3J96

9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-6206 and PDB
model 3J96. 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 5.0 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
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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 (5.0).

HRLDWIDE
WF

PROTEIN DATA BANK
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9.4 Atom inclusion (i)

Atom inclusion
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At the recommended contour level, 71% of all backbone atoms, 55% 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 (5.0) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All B 0.5488 . (0.1400
A . 0.4775 . 0.1340
B B 0.6420 . 0.1580
C  0.5606 . 0.1520
D mm 0.5377 . 0.1420
E B 0.5538 I (0.1530
F . 0.4767 I (0.1300
G B 0.5888 . 0.1370
H  0.5807 . 0.1250

I m 0.5714 . 0.1260
J m 0.5537 . 0.1200
K m 0.5324 . 0.1260
L B 0.5456 . (0.1200
M B 0.5512 . (0.1390

1.0

0.0
B <0.0
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