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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 3.26 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 | . 07
Ramachandran outliers NN e 0.2%
Sidechain outliers I 0
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 114402 924
Ramachandran outliers 111179 726
Sidechain outliers 111093 686

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the bar indicate the fraction of residues that contain outliers
for >=3, 2, 1 and 0 types of geometric quality criteria. 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%

Mol | Chain | Length Quality of chain
1 A 650 43% 33% 24%
1 B 650 43% 33% 24%
1 C 650 43% 33% 24%
1 D 650 43% 33% 24%
1 E 650 43% 33% 24%
1 F 650 43% 33% 24%
1 G 650 43% 33% 24%
1 H 650 43% 33% 24%
1 I 650 43% 33% 24%

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

Mol | Chain | Length Quality of chain
1 J 650 43% 33% 24%
1 K 650 43% 33% 24%
1 L 650 42% 34% 24%
1 M 650 43% 33% 24%
1 N 650 43% 33% 24%
1 O 650 43% 33% 24%
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 56460 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 Type II secretion system protein D.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 496 3764 2349 659 743 13 0 0

Total C N O S
1 B 496 3764 2349 659 743 13 0 0

Total C N O S
1 C 496 3764 2349 659 743 13 0 0

Total C N 0O S
1 b 496 3764 2349 659 743 13 0 0

Total C N O S
1 b 496 3764 2349 659 743 13 0 0

Total C N O S
1 K 196 3764 2349 659 743 13 0 0

Total C N 0O S
1 G 196 3764 2349 659 743 13 0 0

Total C N 0O S
1 H 196 3764 2349 659 743 13 0 0

Total C N O S
1 I 496 3764 2349 659 743 13 0 0

Total C N O S
1 J 196 3764 2349 659 743 13 0 0

Total C N O S
1 K 496 3764 2349 659 743 13 0 0

Total C N O S
1 L 496 3764 2349 659 743 13 0 0

Total C N @) S
1 M 496 3764 2349 659 743 13 0 0

Total C N O S
1 N 496 3764 2349 659 743 13 0 0

Total C N O S
1 0 496 3764 2349 659 743 13 0 0

WO RLDWIDE

PROTEIN DATA BANK
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry. 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. 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.

3 Residue-property plots (i)

e Molecule 1: Type II secretion system protein D

Page 5
Chain A:

[4q %)
1270
0TTY
6111
8111

STT1

€T7H
CITA

607N
807X
LOTA

SOTA
YOTA

COTL

007A

663

132%8

6€TI
8EIN

YETIR

CTETA

0EIN

STIN

€211

192D
09Ty
6921

L9Ta
9GTA
9621

6%CL

PAZA)
9%Th

47448

6€TH

eporacy
e
£eca
TeTT
1€20

6221

L2
9TeTH
etaa)
jzaa
gced
[444"s
j144 8
0z
61cd
81za

91CSs
ST1¢I
¥1C1
€1¢I
T1es
TN

602y
80cd
L0za
90Ty

S0TA

oved
6EEA

geel
beed
€eea

0EEY

8zed
LTEA
9TEL

YTeY

[44°5)
12€1

€11
0T€I
CTOEI
T0€ad
00gb

L6TL
9621

£9CS

TPl

6E%S
8€¥vd
LEYS

SEPT

[454

LT%S

i447\

34729

(44748

81%a

(45728

(344

LO¥I

66€Y

CT6EL

T6€L

06€L
68€d

7Le0

89€d

99€1

6GE€T

LGEY

[4:19%

8%€s

L%€D

9%€S
Syed

€18V
T18D
TIGN
0TSV

8091
LOSA

S0GS

€093
2osh
1083
008

£6%D

T6¥N
06%I
6870
88%d

€874

08%A
6.%3

LL%Y
9.%a

8G¥%A
L8%d

efey )
0G%d
8YvV

SHIN
444"

(47478

€991
2%94

0%90
6€91

SESH

1

9291

v29d

L1971

2193

6094

1090

094
€091

T638Y

9881

1861

LLST

L9SS
9954

%991

GSGT

£99d

T9G%

6£3D

LEST
pTsn
TTsy
0TSy
618V

9T8A
G18d

24%

33%

43%

e Molecule 1: Type II secretion system protein D

Chain B:

[4q %
1270
0TTY
6111
8111

STT1

€T7H
CITA

60TN
807X
LOTA

SOTA
YOTA

ZOTL

007A
663

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

ZPDE
e

W


http://wwpdb.org/validation/2016/EMValidationReportHelp#residue_plots

SWQ8

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 6

9811
GSTI
para

6%TA

Sh1Y
i44%)]
€YIL
(4299
13258
0%1I
6€TI
8EIN

YETIR

CTETA

0EIN

STIN

€211

T9TD
09Ty
6921

LSTa
99TA
9921

6%Ck

L¥TT
9YTA

4748

6€TH

epotacy
veTA
£eca
TeTT
T€20

6221

LT
oTTH
gee
744
taacs
[444s
TZTA
(44S
612d
812a

91CSs
S1qI
11
€1TI
21es
TN

602y
80cd
L0za
90Ty
S0TA

£0Ty

oved
6EEA

geel
veed
€eea

0EEY

8zed
LTEA
9TEL

YTey

[44°3)
12€1

€1€1

0T€I

CTOEI
T0€a
00gb

L6TL
9621
S6CTA
%621
£6CS

162L

88CH

S8TI

8T
£8CTA

£9CS

Tl
07¥I
6E¥S
8€¥%d
LEYS

SEVT
[4578
LT¥S
1247\
34729
(4448

81%a

(45728

(01544
LO¥I
66€Y
CTB6EL
T6€L

06€L
68€d

GLEL
7.Le0

89€d

99€1

6GE€1

LGEY

(4198

8ves
L9ED
9%€S
syed

6.%3

LL%Y
9.%a

8G¥%A
L8%d

fefey |

0G7d

8YvV

SPPN
447"

(47478

€991
Tv94

0%9b
6€91

SEOH

1

9291

¥29d

L1917

c19d

6094

L09b

709d
€091

T6aY

9861

1881

8LGW
LLST

L98S
9954

%991

G9G6ST

£4949d

T89)

6€£9D

LEGT

bTan

j14:t s

08y

618V

9TSA
9180

D

tem prote

ion sys

: Type II secreti

e Molecule 1

24%

33%

43%

Chain C

[4q %
1270
0TTY
6111
8111

STT1

€T7H
CIIA

60TN
801X
LOTA

S0TA
H0TA

Z0TL

007A
662

9811
GSTI
pa1a

6%TA

Sh1Y
i44%)]
€YIL
(4299
13258
0%1I
6€TI
8EIN

YETIR

CTETA

0EIN

STIN

€211

T9TD
09T
6921

LSTa
99TA
8921

6%Ck

PAZA
9%Th

4448

6€TH

feiotacy
veTA
£eca
TeT1
120

6221

L2
9TTH
§ce
744"
gced
(444
j144
(744S
61cd
81c¢da

91CS
S7¢I
11
€121
z1es
TTCN

60cH
80cd
L0za
90Ty
S0TA

£0T)

oved
6EEA

geel
veed
€eea

0EEY

8zed
LTEA
9TEL

YTey

[4425)
12€1

€1€1

0T€I

COEI
Toea
00gb

L6TL
9621
S6CTA
¥621
£6CS

162L

88CH

S8TI

8T
£8TA

£9CS

13421

6EYS
8€¥%d
LEVS

o ™ 0 ~ © o - o™
o o =3 o o i ]
0 10 0 0 1n 10 10 10 10
o m v = A <= =0 <

1

SEVT
CEYS
LTHS
j247)8
34729
(4441

81%a

(45728

(54
LO¥I
66€Y
CT6EL
T6EL

06€L
68€d

GLEL
7.LED

89€d

99€1

6GE€1

LGEY

(4199

8¥es
L%€D
9ves
sbed

1083
0081

£6%D

T67N
06%I
6870
88%d

£8%Y4

08%A
6.%3

LL%Y
9.%a

8G¥%A
LG%d

fefey |

0874

8YvV

SPYN
4474

{47478

€991
Ty94

0%9b
6€91

SEOH

9291

¥2od

L1917

c19d

6094

L09b

709d
€091

4344

9861

18SI

8LGW
LLST

L98S
9994

%991

9691

£499d

189%

6€£9D

LEGT

bTan

j14:t s

08y

618V

9TSA
9180

O

R LDWIDE

PROTEIN DATA BANK

W



SWQ8

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 7

tem protein D

ion sys

: Type II secreti

e Molecule 1

24%

33%

43%

Chain D

[4q %)
12T
0TTY
6111
8111

STT1

€T7d
CIIA

60TN
80TY
LOTA

SOTA
YOTA

COTL

007A
663

9971
9971
va1a

6%TA

ShTY
4%
€YTL
THTI
132%8
0%1I
6€TI
8ETIN

YETR

CTETA

0ETN

STIN

€TT1I

192D
09Ty
69CT

L9Ta
9GTA
9921

6%CL

PAZA)
9YTh

47448

6€TH

eporacy
veTn
£eca
(4
1€20

6221

L224
oTeH
§STe
jzaa
geed
[444°s
j1448
0z
612d
81zda

91Cs
ST1¢I
¥1C1
€1CI
T1es
TN

602y
80cd
L0za
90Ty
S0TA

£0TY

ovel
6EEN

geel
veed
g€eea

0EEY

8zed
LTEA
9TEL

j£441

[443)
12e1

€1€1

0T€I

COEI
T0ed
00€b

L6TL
9621
S6CTA
%621
£6CS

1621

88CH

S8TI

¥8TH
£8CTA

£9TS

447"

(47478
TPl

6€¥S
8€¥vd
LEYS
SEPT
TEYS
LT%S

i447
4429

81%a
(45728
(544
LO¥I
66€X
T6EL
T6€L

06€L
68€d

GLEL
7LeD

89€d

99€1

LGEY

[4:19%

8%€s
L%ED

syed

9TSA
S1Sa

€18V
c18d
TIGN
0TSV

8091
L0GA
908N
S0GS

£093
2osh
1083
008

£6%D

T6¥N
06%I
6870
88%d

£8%%

08%A
6.%d

LL%Y
9.%a

8G¥%A
L8%d

e Molecule 1

eleidc

0G%d

8YvY

SHYN

€991
[474°FS

0790
6£91

SESH

L

9291

vcod

L1971

2193

6094

1090

094
€091

T638Y
9881
T8SI
LLST
19SS
9984
G984
%991

G691

£49d

Type II secret,

88y

6£3D

LEST

bTsn

728y

0zTsy
618V

inD

tem prote

ion sys

24%

33%

43%

Chain E

TTT1
12Tl
0ZTY
6111
8TT1

STTT

€TTH
CITA

60TN
80TH
LOTA

SOTA
Z0TA

COTL

00TA
663

9STI
GSTI
ba1d

6%TA

SHTH
447
€PTL
(4498
TPTT
0%TI
6ETI
8EIN

YETX

CTETA

0EIN

GTTIN

€211

T9TD
092gY
6921

pAst4cs
98TA
G621

6%Ck

L¥TT
9%TA

444

6€TH

efotacy
veTA
£€eca
TET1
T€2h

6221

Lz2yd
9T
gcel
144
g€ced
[444:s
§144
(V[44’)
61cd
812d

91¢s
G121
711
€121
21es
TICN

602y
80cH
L0za
90cTY
S0TA

£0TA

0vEd
6EEN

GeeI
veed
€eea

0EEY

8ced
LTEA
9ZEIL

YTEY

[£45)
T2ET

€1€1

0T€I

CTOEI
ToEa
00€b

L6TL
9621
S6TA
621
£6TS

T6CL

88CH

G8¢TI

8TH
£8TA

£9TS

vv¥a

(47478
TYoL

6EYS
8€¥%d
LEYS
SEPT
CTEYS
LT¥S

YTvN
X449

81¥%a
(4578
(54
LO¥PI
66€X
CT6EL
T6EL

06€EL
68€d

SLEL
BLED

89€d

99€T1
LGEY
(4129
8¥ves
L%ED

oves
Syed

9TSA
STSa

€18V
(At
TT8N
0TSV

8091
LOSA
908N
G09S

£093
cosh
1093
008

£6%D

R LDWIDE

167N
06%I
6870
88%d

£8%4

PROTEIN DATA BANK

erbDeBe

-
w_ 0

08%A
6.%3

LL%Y
9.%a

8G%A
L8%d

elsiicy

0874

8YvY

SPPN



SWQ8

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 8

€991

Z%94

0%9b
6€91

SEOH

1

9291

¥cod

L1971

2193

6094

11

L09b

7094
€091

T639Y

9881

T8SI

8LSH
LLST

L9SS
9994
G984
991

496971

£469d

Type II secret,

T9e%

6£9D

e Molecule 1

LEST
TSN
T25Y

0zsy
618V

D

tem prote

ion sys

24%

33%

43%

Chain F

[4q %)
1270
0TTY
6111
8111

STT1

€T7H
CITA

60TN
80TY
LOTA

SOTA
YOTA

ZOTL

007A
663

9811
GSTI
par1a

6%TA

Sh1Y
i44%)]
€YIL
(4299
1328
0%1I
6€TI
8EIN

YETR

CTETA

0EIN

STIN

€211

T9TD
09T
69T

LSTA
9GTA
9921

6%Ck

L¥TT
9YTA

444

6€TH

eporacy
veTA
£eca
TeTT
T€20

6221

préas
oTTH
§ee
744
taacs
[444s
TZTA
0z
61cd
812a

91CS
ST1¢I
121
€121
21es
TTZN

602y
80cd
L0za
90Ty
S0TA

£0Ty

oved
6EEA

geel
veed
g€eea

0EEY

8zed
LTEA
9TEL

YTevy

[4453)
12€1

€1€1

0T€I

COEI
T0€a
00gb

L6TL
9621
S6CTA
¥621
£6CS

162L

88CH

S8TI

78T
£8CTA

£9CS

V4474

(47478
TPl

6E¥S
8€¥%d
LEYS
SEPT
TEYS
LT%S

iz47
44729

81%a
(45728
(01544
LO¥I
66€X
TB6EL
T6€L

06€L
68€d

GLEL
7.Le0

89€d

99€1
LGEY
(4198
8ves
L9ED

9vES
syed

9TSA
S19a

€18V
c18d
TIGN
0TSV

8091
L0GA
908N
S0GS

£093
2osh
1083
008

£6%D

T6¥N
06%I
6870
88%d

£8%%

08%A
6.%3

LL%Y
9.%a

8G¥%A
LG%d

e Molecule 1

eieidc

0G%d

8YvV

SHHN

€991
cv94

0%9b
6£91

SEOH

1

9291

¥cod

L1917

c19d

6094

1

L09b

7094
€091

T6aY

9861

7891

8LSI
LLST

L9GS
9954

%991

§G4GT

€444

Type II secret,

168)

6€£9D

LEST

bTan

j14:t s

028y
6TGV

D

tem prote

ion sys

24%

33%

43%

Chain G

TTT1
12T
0ZTY
6111
8TT1

STT1

€TTH
CITA

60TN
80TH
LOTA

SOTA
Z0TA

CTOTL

00TA
663

9GTI
SGTI
ba1d

67TA

SPTY
44
EYIL
(4499
154%)
0TI
6ETI
8ETIN

YETX

CTETA

0ETN

STIN

€CTI

T9CH
092
6521

L52d
99TA
G521

6%C1

PAZA)
9%CA

444

6€TH

efotact
veTh
£eca
TETT
T€2h

62CI

P4
9geH
gcel
144
g€ced
[444s
j144 N
0zey
61cd
812d

91¢s
STCI
11
€1eI
21es
TICN

602y
80cH
L0za
90Ty
S0TA

£0T)

sved

0%ed
6EEN

Geel
veed
€eea

0EEY

8ced
LTEA
9CEI

44341

Teel
TTET

0T€I

C0€I
Toea
00€d

L6TL
9621
S6TA
621
£62S

T62L

88CH

G8TI

8T
£8TA

£9TS

(47478
TYoL

6EVS
8€¥d
LEYS

SEYT

CTEPS

LT¥S

YTTN
€21

81%a

(4578

(54
LO¥PI
66€Y
T6EL
T6EL

06€L
68€d

SLEL
BLED

89€d

99€1

Y9€I

09€D

LSEY

TSER

8¥%es

L%ED
obes

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



SWQ8

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 9

9TSA
STSa

€18V

0TSV

8091
LOSA
908N
G09S

€093
20sb
1083
0091

£6%D

T67N
0671
6870
88%d

£8%Y

08%A
6.%3

LL%Y

LG%d

feielocs

0874
6%%S
8YvY

SHTN
Yvva

€991
2h94

0%9b
6€91

SEOH

1

9291

¥29d

L1971

€194
C193

6094

L09b

7094
€091

T639Y

9841

1891

8LSHW
LLST

L9SS
9994

991

G691

£49d

TSeH

6£9D

LEST
TSN

TSy
0TSy
615V

tem protein D

ion sys

: Type II secreti

e Molecule 1

24%

33%

43%

Chain H

TT11
12Tl
0ZTY
6111
8TT11

STT1

€TTH
CITA

60TN
80T
LOTA

SOTA
%0TA

CTOTL

00TA
663

18T

98Ta
78TA
€811
c8TYH

08TH
6.1d

192D

ozex
612d
81zd

91Ts
S1cI
jA%4
€1CI
T1Ts
112N

60cH
80cd
Loza
90cy
S0TA

£0cy

syed

0%ed
6EEN

GEET
beed
€eea

0EEY

8ced
LTEA
9zEI

2431

TTel
TTET

07€I

20T
Toea
00€b

L6TL
9621
S962A
621
€628

T62L

88CH

G8TIL

8cTH
£8TA

€925

SHPN
Y¥va

(47478
TvoL

6EVS
8€%d
LEYS
SEPT
TEYS
LT¥S

4478
£€CvI

81¥%a
(45728
(54
L0¥%I
66€)
TBEL
T6EL

06€L
68€1

SLEL
BLED

89€d

99¢€1

LSEY

TSER

8¥%€es

L%ED
o%es

0Tsy
615V

9TSA
ST8a

€18V
218D
TISN
018V

8091
LOSA
908N
G09S

1

€083
T0sh
1083
0081

£6%D

T67N
0671
6870
88%d

€871

08%A
6.%3

LLPY
9.%a

897A
LSTd

e Molecule 1

el

0874
6%%S
iad

€991
[474°F

0%9b
6€91

SEOH

9291

¥cod

L1971

€194
2193

6094

tem protein D

L09b

Y094
€091

T638Y

9881

T8SI

8LSNW
LLST

L9SS
9994

991

G691

Type II secret

£489d

T98%

6€5D

LEST

TSN

T84

ion sys

24%

33%

43%

Chain [

[4q %)
1270
0TTY
6111
8111

STT1

€T7H
CITA

60TN
807X
LOTA

SOTA
YOTA

COTL

007A
663

1811

a81d
¥81A
€871
Z8TYH

08TH
6.13

9811
G911
vara

6%TA

ShTY
441
€YIL
(4299
132%}
0%TI
6€TI
8EIN

YEIR

CTETA

0ETN

STIN

€211

192D
09Ty
6921

L9Ta
9GTA
9621

6%CL

PAZA)
9%Th

47448

6€TH

eporacy
e
£eca
TeTT
1€20

6221

R LDWIDE

L2
9TeTH
etaa)
jzaa
gced
[444°s
j1448
0z
61cd
81za

91Cs
ST1¢I
¥1C1
€1¢I
21es
TN

602y
80cd
L0za
90Ty
S0TA

£0Ty

O

erbDeBe

PROTEIN DATA BANK

W



SWQ8

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 10

0vEd
6EEN

Geel
veed
€eea

0EEY

8ced
LTEA
9TEIL

YCEY

[£4°5)
T2ET

€1€1
0T€I
CTOEI
ToEa
00€b
L6TL
9621
S6CTA
621
£6TS
T6CL
88CH

G98¢TI
¥8TH

£9TS

Yvva

(474728
13429

6EYS
8€¥%d
LEDS
SEPT
TEPS
LT%S

YTvN
[X472)

81%a

(45728

(154

LOPI

66€X

CT6EL

T6EL

06€L
68€d

vLeD

89€d

99€1
LGEY
{4199

8¥ves
LYED
oves
sbed

9TSA
STSa

€18V
218D
TT8N
0TSV

8091
LOSA
908N
G09S

£093
2osh
1083
0081

£6%D

167N
06%1
6870
88%d

£8%%

08%A
6.%3

LL%Y

L8%d

eisiicy
0894
6%%S
8YvV

SPPN

€991
[44°F

079
6£91

SE9H

1

9291

¥Tod

L1917

c19d

6094

tem protein D

090

7094
€091

{44

9841

1891

LLST

L9GS
9994

%991

G491

€894

1899%

6£9D

e Molecule 1

LEST
bean
j14:t ]

0Tsy
618V

ion sys

Type II secreti

24%

33%

43%

Chain J

(49 %)
1270
0ZTY
6111
8TT11

STT1

€TTH
CITA

60TN
80TY
LOTA

SOTA
YOTA

COTL

00TA
663

L8117

981d
7814
€811
°8TYH

08TH
6.13

bs1a

6%TA

SvTY
i44%)]
EYTL
(4499
134%)
0%TI
6ETI
8ETN

YETX

CTETA

0ETN

STIN

€TTI

192D
09y
6GCT

PAtAcS
9GTA
9621

6%CL

LT
9%CTh

4744

6€TH

feporac
veTh
geca
TeTT
1820

62CI

L2324
ogeH
§gel
j£44)
eced
czed
1144
ozed
612d
812d

91¢Ts
S1cI
71e1
€1CI
T1Ts
112N

60cH
80cd
Loza
90cy

S0TA

sved

oved
6EEA

SEEI
veed
geea

0EEY

8zed
LTEA
9ZEI

4431

[4433
1148

0T€I

COEI
T0€d
00€b

L6TL
9621
S6CTA
621
£6CS

1621

88CH

§98CI
78TH

£9TS

SPPN
444"

(4478
TovL

6EVS
8€¥d
LEYS
SEYT
TEVS
LT¥S

44748
€TYI

81%a

(457

(54

L0%I

66€X

TBEL

T6EL
06€L

89€d

99¢€1

LSEY

TSER

8¥%€s
L%ED

0TSy
615V

9T8A
S18a

€18V
218D
TISN
018V

8091
L0OSA
908N
G09S

1

€083
[4L1
1083
0081

£6%D

T6%N
0671
6870
88%d

€87

08%A

6.%3

LLYY

897A
LS%d

e Molecule 1

eleicd

0874
6%%S
iad

€991
%94

0%9b
6€91

SEOH

9291

¥cod

L1971

€194
2193

6094

tem prote

L09b

7094
€091

2639Y

9881

T8SI

8LSHW
LLST

L9SS
9994

991

4963971

Type II secret,

£49d

T98%

6€5D

LEST

TN

7254

nD

ion sys

24%

33%

43%

Chain K

(498
1270
0cTTY
6111
8111

STT1

€T7H
CIIA

60TN
807X
LOTA

S0TA
Y0TA

Z0TL

007A
662

L8711

Ga81d
¥81A
€871
28TYH

08TH
6.13

8GTYH
LSTYH
9811
GSTI
par1a

6%TA

Sh1Y
i42%)]
€YIL
(4299
13258
0%1I
6€TI
8EIN

YETIR

CTETA

0EIN

STIN

€211

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



SWQ8

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 11

T9TD
09T
6921

LSTa
99TA
8921

6%Ck

LT
9%Th

4448

6€TH

fetotacy
veTA
£€eca
TET1
1€20

6221

L224
9TTH
gcel
744
g€ced
{444
j144
(144S
61cd
81c¢d

91¢S
T¢I
7121
€121
z1es
TN

orel
60cH
80cd
L0za
90Ty
S0TA

LYED
ovES
sved

oved
6EEA

Geel
veed
€€Eq

0EEY
8ced

LTEA
9ZEI

VeV

TTEI
TTET

0T€I

00€b

L6TL
9621
S6CTA
621
£62TS

T6CL

88CH

98TI
8T
£8TA

£92S

67%S
8YvV

SPPN
Y a

(47478
157429
0%¥I
6E%S
8€¥%d
LEDS
SEPT
TEYS
LTPS

YN
€TYI

81%a

CTHA

(154

L0%I

66€X

CTB6EL

T6EL

06€L
68€d

LeD

89€d

99€1

LSEV

14199

8¥es

114t S
0TSy
618V

9TSA
STSa

€18V
c19d
TTISN
0TSV

6870
88%d

£8%%

08%A
6.%3

LL%Y
9L%a

89%A
LS%d

e Molecule 1

feieiiic

08%d

€991
[474°F

0%9h
6£91

SE9H

1

9291

¥2od

L1917

€194
c19d

6094

tem protein D

L09b

7094
€091

68V

98SI

78891

LLST

L9GS
9984

Type II secret

%991

G441

€494

T99%

6€9D

LEST

bean

ion sys

24%

34%

42%

Chain L

TT11
12Tl
0ZTY
6111
8TT1

STT1

€TTH
CITA

60TN
80T
LOTA

SOTA
%0TA

CTOTL

00TA
663

L8T1

98Ta
78TA
€811
c°8TYH

08TH
6.13

bs1a

6%TA

SPTY
44
EYTL
(4499
154%)
0TI
6ETI
8ETN

YETX

CTETA

OETN

STTN

€TTI

192D
09eH
6GTT

A4
9GTA
§962T

6%C1

L2l
9%Ch

444

6€TH

ot
veTh
geca
Tee
1€Th

6221

L3224
oz
§ee1
444
eged
czed
1144
o0zeyd
612d
812d

91¢s
S1¢I
711
€121
c1es
T1ZN

60cH
80cd
Loza
90cVy

S0TA

Sved

(4740

0%Ed
6EEN

GEET
beed
€EEq

0EEY
8ced

LTEN
9ZeI

4431

Tcel
TTET

0T€I

00€b

L6TL
9621
S6TA
621
€628

T62L

88CH

G8TIL
8TH

€925

6ETS
8E¥d
LEVS

SEYT
CEYS
LTYS
i447
4474
(44741

81%a

(4578

(54

L0¥I

66€)

26EL
T6EL
06€L
68€d

89€d

99¢€1

o€l
€9€N

09€D
6GEI

LSEY
TSER
8¥%es

L%ED
o%es

18D
TISN
0TSV

8091
LOSA

SG0SS

€093
c0sb
1093
0091

£6%D

T6¥I
06%1
6870
88¥%d

£8%Y

08%A
6.%2

LL%Y
9.%a

8G%A
LS%d

feiejc)

08%4
6%%S
8YvY

SHTN
Yvva

(47478
TvoL

1

€991
Th94

0%90
6€91

SE9H

1

9291

¥c9d

L1971

€194
C194

6094

L090

Y094
€091

T639Y

9881

T88I

L1897

L9SS
9954

7991

9991

€99d

TS8H

6€£9D

LEST

74°0)

TSy

0Tsy

615V

9TSA
STSa

€18V

tem protein D

ion sys

: Type II secreti

e Molecule 1

24%

33%

43%

Chain M

O

R LDWIDE

PROTEIN DATA BANK

W



SWQ8

[4q %)
1270
0TTY
6111
8111

STTT

€T7d
CIIA

607N
80TY
LOTA

SOTA
YOTA

COTL

007A

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 12

L8111

a81d
¥8TA
€871
28TYH

08TH
6.13

va1a

6%TA

ShTY
4%
€YIL
THTI
13258
0%TI
6€TI
8ETIN

YETR

CTETA

0ETN

STIN

€211

192D
09Ty
6921

L9Ta
9GTA
9921

6%CL

PAZA)
9%Th

47448

6€TH

epotacy
e
£eca
TeTT
1€20

6221

L2
9TeH
§STe
jzaas
eced
[444°s
j344 8
0z
61cd
81za

91Cs
ST1¢I
¥1CT
€1CI
T1es
TN

602y
80cd
L0za
90Ty

S0TA

syed

ovel
6EEN

geel
veed
e€eea
0EEY
8zed
LTEA
9TEL
4441

TTEL
12eT

€1€1
0T€I
00€b
L6TL
9621
S6CTA

¥621
£6CS

1621

88CH

S8TI

¥8TH
£8CTA

£9TS

6E%S
8€¥vd
LEYS

SEVT
[454
LT%S
1447
3429
{4474
81%a
(45728
(344
LO%I
66€X
T6EL
T6€L

06€L
68€d

GLEL
pLeD

89€d

99€1

¥9€I

09€D
6GE€T

LSEV
(4198
8%€S

L%€D
9%€s

€18V
T18d
TIGN
0TSV

8091
LOSA

S0SS

€092
2osh
1083
0081

£6%D

T6¥N
06%I
6870
88%d
€874

08%A
6.%3

LL%Y
9.%a

8G¥%A
L8%d

efey )

0874

8YvV

SHPN
447"

(47478
13421

€091

T639Y

9881

618V

9T8A
G18d

tem protein D

ion sys

: Type II secreti

e Molecule 1

24%

33%

43%

Chain N

[4q %)
1270
0TTY
6111
8111

STT1

€T7d
CITA

60TN
807X
LOTA

SOTA
YOTA

CTOTL

007A
663

L8711

a81d
¥81IA
€811
28TYH

08TH
6.13

9911
G911
vara

6%TA

ShTY
4%
€YIL
(4299
132%8
0%1I
6€TI
8EIN

YETIR

CTETA

0ETN

STIN

€T1I

192D
09Ty
6921

L9Ta
9GTA
9621

6%CR

PAZA)
9YTA

4748

6€TH

eporacy
e
£eca
TETT
1€20

6221

Préas
9TeH
§See1
jzaat
eced
[444°s
j1448
0z
61cd
81za

91Cs
7¢I
¥1C1
€1TI
T1es
TN

602y
80cd
L0za
90Ty
S0TA

£0Ty

sved

oved
6EEA

geel
veed
eeea

0EEY

8zed
LTEA
9TEL

YTey

TTEL
12eT

€1€T
0T€I
00gb
L6TL
9621
S6CTA

¥621
£6TS

162L

88CH

S8TI

78T
£8CTA

£9CS

(47478
TPl

6E¥S
8€¥vd
LEDS

SEPT

[45

LT%S

i447

X429

(44748

81%a

(45728

(544
LO¥I
66€X
TEEL
T6€L

06€L
68€d

GLEL
7Le0

89€d

99€1

6GE€1

LSEV

(4198

8%€s
LYED

9TSA
S1Sa

€18V
T18d
TIGN
0TSV

8081

LL%Y
9.%a

8G¥%A
L8%d

eleidc

0G%d

8YvV

SHYN
4474

€991
2994

0%90
6€91

SESH

1

9291

v2od

L1971

£19%
2193

6094

R LDWIDE

090

094
€091

T638Y

9881

1861

LLST

L9SS
9954

%991

G691

£99d

968

6€£9D
8€9D
LEST

bTsn
€281

728y
0zTsy
618V

O

erbDeBe

PROTEIN DATA BANK

W



SWQ8

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 13

tem protein D

ion sys

: Type II secreti

e Molecule 1

24%

33%

43%

Chain O

[4q %)
1270
0ZTY
6111
8111

STT1

€TTH
CITA

60TN
80T
LOTA

SOTA
YOTA

CTOTL

00TA
663

9971
9971
bs1d

6%TA

SPTY
i44%)]
E€YTL
THII
152%8
0%TI
6€TI
8ETIN

YETX

CTETA

0ETN

STIN

€211

192D
09z
69CT

L8923
9GTA
89621

6%CA

Lye1

4744

6€TH

fepotac
veca
geeca
TeT
jixdil

6221

praat
ogeH
§Sgel
j7éa)
eged
{444
1144
oz
61cd
812d

91Ts
ST1¢I
41488
€1CI
[A%4
TTZN

60y
80ca
Loza
90cy
S0TA

£0Ty

sved

ovel
6EEN

SEEI
veed
geea

0EEY
8zed

LTEA
9TEL

4441

[4433
114°%

€1€1
0T€I
COEI
T0€d
00€b
L6TL
9621
S6cTA
¥621
1621
88CH
98¢CI

¥8TH
£8TA

€928

(47478
vl

6E%S
8€¥bd
LEYS

SEPT

TEYS

LT%S

i447

514729

[4474¢

81%a

(4578

(544
LO%I
66€X
T6EL
T6€L

06€L
68€d

SLEL
wLED

89€d

99€1

63E€T

LSEV

[4:19%

8%€eS
LYED

9T8A
ST8d

€18y
218D
TISN
0TSy

8081

LL%Y
9.%a

8GYA
L8%d

eleict

0574

igd

SHPN
4470

€%91
%94

0%90
6€91

SE9H

1

9291

v29d

L1971

£19%
2194

6094

1090

Y094
€091

T639Y

9881

1861

LLST

L9SS
9954

991

9691

€89d

T99%

6€£9D
8€9D
LEST

pTsn
€291

TSy
0TSy
615V

O

R LDWIDE

PROTEIN DATA BANK

W



Page 14 wwPDB/EMDataBank EM Map/Model Validation Summary Report 5WQ8

4 Experimental information (i)

Property Value Source

Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used 41579 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method Not provided Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) Not provided Depositor
Minimum defocus (nm) Not provided Depositor
Maximum defocus (nm) Not provided Depositor
Magnification Not provided Depositor
Image detector Not provided Depositor

PR

PROTEIN DATA BANK


http://wwpdb.org/validation/2016/EMValidationReportHelp#experimental_info

Page 15 wwPDB/EMDataBank EM Map/Model Validation Summary Report 5WQ8

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 | pyiy 71 29 | RMSZ #|Z| >2
1 A 0.42 0/3794 0.63 3/5130 (0.1%)
1 B 0.42 0/3794 0.63 3/5130 (0.1%)
1 C 0.42 0/3794 0.63 3/5130 (0.1%)
1 D 0.42 0/3794 0.63 3/5130 (0.1%)
1 E 0.42 0/3794 0.63 3/5130 (0.1%)
1 F 0.42 0/3794 0.63 3/5130 (0.1%)
1 G 0.42 0/3794 0.63 3/5130 (0.1%)
1 H 0.42 0/3794 0.63 3/5130 (0.1%)
1 I 0.42 0/3794 0.63 3/5130 (0.1%)
1 J 0.42 0/3794 0.63 3/5130 (0.1%)
1 K 0.42 0/3794 0.63 3/5130 (0.1%)
1 L 0.42 0/3794 0.63 3/5130 (0.1%)
1 M 0.42 0/3794 0.63 3/5130 (0.1%)
1 N 0.42 0/3794 0.63 3/5130 (0.1%)
1 ) 0.42 0/3794 0.63 3/5130 (0.1%)
All All 0.42 | 0/56910 | 0.63 | 45/76950 (0.1%)

There are no bond length outliers.

The worst 5 of 45 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 H 552 | VAL | C-N-CD | -6.93 105.36 120.60
1 M 552 | VAL | C-N-CD | -6.92 105.37 120.60
1 N 552 | VAL | C-N-CD | -6.92 105.39 120.60
1 I 552 | VAL | C-N-CD | -6.91 105.39 120.60
1 A 552 | VAL | C-N-CD | -6.91 105.39 120.60

There are no chirality outliers.

There are no planarity outliers.

WO RLDWIDE
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5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3764 0 3869 239 0
1 B 3764 0 3869 239 0
1 C 3764 0 3869 235 0
1 D 3764 0 3869 233 0
1 E 3764 0 3869 235 0
1 F 3764 0 3869 235 0
1 G 3764 0 3869 236 0
1 H 3764 0 3869 236 0
1 I 3764 0 3869 235 0
1 J 3764 0 3869 243 0
1 K 3764 0 3869 238 0
1 L 3764 0 3869 236 0
1 M 3764 0 3869 235 0
1 N 3764 0 3869 238 0
1 O 3764 0 3869 239 0

All All 26460 0 58035 3106 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 27.

The worst 5 of 3106 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:B:234:VAL:O | 1:C:209:ARG:NH1 1.72 1.22
1:A:234:VAL:O | 1:B:209:ARG:NH1 1.72 1.22
1:M:234:VAL:O | 1:N:209:ARG:NH1 1.73 1.21
1:1:234:VAL:O | 1:J:209:ARG:NH1 1.72 1.21
1:N:234:VAL:O | 1:0:209:ARG:NH1 1.72 1.21

There are no symmetry-related clashes.
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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 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 B 486/650 (75%) | 461 (95%) | 24 (5%) 1 (0%) 52
1 C 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 D 486/650 (75%) | 461 (95%) | 24 (5%) 1 (0%) 52
1 E 486/650 (75%) | 461 (95%) | 24 (5%) 1 (0%) 52
1 F 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 G 486/650 (75%) | 461 (95%) | 24 (5%) 1 (0%) 52
1 H 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 I 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 J 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 K 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 L 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 M 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 N 486/650 (75%) | 462 (95%) | 23 (5%) 1 (0%) 52
1 O 486/650 (75%) | 461 (95%) | 24 (5%) 1 (0%) 52

All All 7290/9750 (75%) | 6925 (95%) | 350 (5%) | 15 (0%) 56

5 of 15 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 I 181 VAL
1 M 181 VAL
1 A 181 VAL
1 B 181 VAL
1 C 181 VAL
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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 A 415/550 (76%) | 415 (100%) 0
1 B 415/550 (76%) | 415 (100%) 0
1 C 415/550 (76%) | 415 (100%) 0
1 D 415/550 (76%) | 415 (100%) 0
1 E 415/550 (76%) | 415 (100%) 0
1 F 415/550 (76%) | 415 (100%) 0
1 G 415/550 (76%) | 415 (100%) 0
1 H 415/550 (76%) | 415 (100%) 0
1 I 415/550 (76%) | 415 (100%) 0
1 J 415/550 (76%) | 415 (100%) 0
1 K 415/550 (76%) | 415 (100%) 0
1 L 415/550 (76%) | 415 (100%) 0
1 M 415/550 (76%) | 415 (100%) 0
1 N 415/550 (76%) | 415 (100%) 0
1 O 415/550 (76%) | 415 (100%) 0

All All 6225/8250 (76%) | 6225 (100%) 0

There are no protein residues with a non-rotameric sidechain to report.

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 150 such
sidechains are listed below:

Mol | Chain | Res | Type
1 G 428 ASN
1 I 300 GLN
1 N 502 GLN
1 G 640 GLN
1 H 424 ASN
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5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates 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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