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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 3.04 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 - 27
Ramachandran outliers I ([ 0.6%
Sidechain outliers I 0.2%
Worse Better

0 Percentile relative to all structures

[l percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 125131 1336
Ramachandran outliers 121729 1120
Sidechain outliers 121581 1026

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 627 4% 30% . 25%
1 B 627 45% 30% . 25%
1 C 627 4% 31% . 25%
1 D 627 44% 30% . 25%
1 E 627 44% 30% . 25%
1 F 627 44% 30% . 25%
1 G 627 44% 30% . 25%
1 H 627 45% 30% ” 25%
1 I 627 44% 30% . 25%

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

Mol | Chain | Length Quality of chain
1 J 627 44% 31% 25%
1 K 627 45% 30% 25%
1 L 627 45% 30% 25%
1 M 627 44% 30% 25%
1 N 627 44% 30% 25%
1 O 627 44% 30% 25%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 54480 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 Putative type II secretion system protein D.

Mol | Chain | Residues Atoms AltConf | Trace
L A 472 ?é?f;l 22079 61;8 7(2)0 g 0 0
1| B 42 ?é?f;l 22079 61;8 7(2)0 § 0 0
L C 42 132?3 22079 6§8 7(2)0 § 0 0
L Db 42 132?3 22079 61§8 7(2)0 § 0 0
L] B 472 1?:2;21 22079 61;I8 7(2)0 § 0 0
! K 472 1?:2;31 22079 61;I8 7(2)0 § 0 0
L G 42 gZSZI 22079 61§8 7(2)0 ? 0 0
1| H 472 ggg 22079 61§8 7(2)0 g 0 0
L ! 472 rl:;gg 22079 61§8 7(2)0 g 0 0
L J 472 rl:;gg;l 22079 61;I8 7(2)0 g 0 0
L | k 472 ggg 22C79 6128 7(2)0 g 0 0
L L 472 ggg;l 22C79 6158 7(2)0 g 0 0
L) M 472 ggg;l 22079 61;I8 7(2)o g 0 0
L} N 472 g(ééa; 22079 61§8 7(2)o g 0 0
Lo 472 52231 22079 61§8 7(230 g 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA 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. 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.

e Molecule 1: Putative type II secretion system protein D
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e Molecule 1: Putative type II secretion system protein D

099
9098

25%

30%

45%

Chain B:

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM


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

5WQT7

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 6

6SCA

LSTN

Eisa 4

TSeH
05821

LL%D
9.vd
SLPN
Y.LV
€L
cLvd

S9%D

a4

8EYD

9EPN

62va
8¢

147N
LIPN
YIvN
€8EN
cLed
€9€1
T9€1
95€d
Ssed
$3ed
foaiol 4

LyEY
9VEM

vven

seed

€EET

9098
€091
(4]
6854

28S)

08ST

8.9Y
LLSK

LSy
TLSI
0.SI
0954
LSGSY

TSSH

67571

YESA

2esd
TESH

62594
8250

STSY

€157

0TSN

L0SL
9054

70SN
€054

6671

L6%S
967N

T67A

687¥S

1871

6.7V

2191
TT9A

e Molecule 1

6091

093

tem protein D

ion sys

Putative type II secreti

25%

31%

44%

Chain C

[4:14)

0621

65CA

LSCTN

SSev

162y
0§21

€L7%
CLvd

S9%D

8TV

9CHA
LT9N
PIvN
88EW
€8EN
cLed
€9€1
2¢9ed
T9€7T
9G€4
Ssed
vsed
foisiol 4

LYEV
9VEM

vhen

seed

€eed

82€d

08ST

8.5Y
LLSK

cLSY
TLSI
0LSI
0954
PAsier

TGSH

6791
8¥sb

2vsa

9€ESN

TESA

2eSH
TESH

6294
825a

ST

€191

0TSN

L0SL
9054

F0SN

21971
TTOA

6091

1094
9098

€091
2650
6854

[as)

tem protein D

ion sys

Putative type II secreti

e Molecule 1

25%

30%

44%

Chain D

Unified Data Resource for J0EM

EMDataBank

O

R LDWIDE

PROTEIN DATA BANK

W



5WQT7

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 7

06TI

88Th

2921

6SCA

LSTN

Eisfa 4

TSeH
08271

LLYD
9.vd
SLVN
25718
€L
cLvd

S9%D

44!

8EYD

9EVN

627
821

9TYA
LIVN
VIvN
€8EN
cLeEQ
€9€1
T9€1
9G€4d
Ssed
73ed
egey

LYEY
oveEM

vven

seed

€€€T

6854

28S)

0851

8.54
LLSK

TLSY
TLSI
0.ST
0994
L8994

1954

6¥%51
8¥sb

cvsa
9ESH

YESA

2esd
TESH

62594
82Sa

STSH

€157

O0TSN

L0SL
9054

%0SN
€084

6671

L6%S
967N

T67A

68¥S

1871

6.7V

2191
TT9A

e Molecule 1

6091

093
9098

€091

T6Sh

tem protein D

ion sys

Putative type II secreti

25%

30%

44%

Chain E

(444

0621

88CA

69CA

LSTN

SSev

TG6eH
0§21

SLPN
YLVA
€L7%
cLvd

S9%D

4t

8EVD

9EVN

62va
8C¥'1

147N
LTFN
PIPN
88EN
€8EN
cLed
€9€1
29ed
T9€T
95ed
Ssed
vsed
foisiol 4

LYEY
9veM

vven

SeED

€€€T

T67A

e Molecule 1

68¥S

1871

6.7V

LLYD
9.vd

2191
TT9A

6091

1093
9098

€091

T6Sh

6854

tem protein D

ion sys

Putative type II secreti

25%

30%

44%

Chain F

R LDWIDE

erpe

O
PROTEIN DATA BANK

W



5WQT7

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 8

2921

6SCA

LSTN

SSTv

TS
0821

SLVN
YLV
€L
TLvd

S9¥D

1

8EVD

9EVN

62%a
821

147N
LIFN
VIvN
88EN
€8N
cLeQ
€9€1
¢9ed
T9€1
9G€e4d
ssed
sed
foaciol §

LyEY
oveEM

wyen

geed

€EET

6854

28S)

0851

8.54
LLSK

LS4
TLSI
048I
0954
PAict:§

T9SY

6%571

2vsa

9ESH

YESA

2esd
TESH

62S4
82Sa

ST91

€157

OTSN

LOSL
9054

70SN
€054

6671

L6%S
967N

167N

68¥%S

1871

6.L%V

LLYD
9.%d

2191
TTOA

6091

e Molecule 1

093
9098

€091

T6Sh

tem protein D

ion sys

type II secret

Putative

25%

30%

44%

Chain G

06TI

8810

(414 4

0621

88CA

2921

6SCA

LSTN

SSev

TS8eH
0821

S9PD

44t

8EYD

9EVN

627
82¥1

9zvA
(4428
LIFN
PIvN
£8EN
cLed
€9€1
T9€1
95ed
fesisli]
Sed

€5EV

67EN

LYEY
9YEM

vvea
seed
€eed

62EV

0994

2191
TT9A

6091

e Molecule 1

1093
9098

€091

T6Sh

6854

tem protein D

ion sys

Putative type II secreti

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



5WQT7

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 9

25%

30%

45%

Chain H

06TI

8810

2921

6SCA

LSTN

Eisa 4

TSeH
05821

LL%D
9.vd
SLPN
25718
€L
cLvd

S9%D

a4

8EYD

9EPN

627a
8¢

9TvA
LIPN
YIvN
€8EN
cLed
€9€1
T9€1
95€4d
Ssed
$3ed
foaciol 4

LyEY
9VEM

vven

seed

€EET

2191
TT9A

6091

e Molecule 1

093
9098

tem protein D

ion sys

Putative type II secreti

25%

30%

44%

Chain I

€51

TSTI

< 0 © o = oMY ~
oo omY & ¥ ST <
oo PR R B ) —
=m o> 2> A H A ~

EETA

TE€TD

6C1S

921a

iz

06TI

29T1

6GCA

LSCTN

SGev

6L7Y

LLYD
9L¥%d
SL¥N
YLvA
€70
CLvd

S9%D

T

8EVD

9ETN

627
821

9TYA

LIVN

PIVN

€8EN

cLed

€9€1

T9€T
9ged
sged
vsed
€9EV

Lyey
9veEM

vven

Seed

2650
6854

289N

08ST

8.54
LLSK

TLSY
TLSI
0481
0994
15894

TSGSH

6%ST
8%Sh

Tvsa

9€ESN

YESA

cesd
1€

6294
82Sa

STSY

€191

0TSN

L0SL
9054

70SN
€084

6671

L6%S
967N

T67A

68¥S

T8%1

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



5WQT7

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 10

TTOA

6091

e Molecule 1

1093
9098

€091

tem protein D

ion sys

Putative type II secreti

25%

31%

44%

Chain J

06TI

88Th

2921

6SCTA

LSTN

Eisfa 4

TSeH
08271

SLVN
25718
€L
cLvd

S9¥D

iaads

8EYD

9EVN

62va
82¢%1

147N
LIZN
VIvN
£8EN
cLed
€9€1
T9€1
9G€4d
Ssed
73ed
egey

67EN

e Molecule 1

LyEY
9VEM

vven

seed

€€€d

28S)

0851

8.54

6254
82Sa

ST91

€157

OTSN

L0SL
9054

%0SN
€054

6671

L6%S 2191
967N TT9A

T67A 6091

687S 1098
[ | 9098
1851 [ |
€091
6.5V [ |
2650
11%9 [ |
9178 685

tem protein D

ion sys

Putative type II secreti

25%

30%

45%

Chain K

€GTA

TSTI

< 0 © o =N m Y ~
O oOpad ¢SS <
] ] -
=om o 2> aHae <

EETA

T€TD

6C1S

921d

iZ4i

902y

06TI

[4:14)

0621

88CA

29T1

6SCA

LSTN

SGev

BLYY

LLYD
9.vd

i 2578
€70
eLvd

S9%D

R LDWIDE

YPT

8EVD

9ETN

62va
8¢

9THA

LIPN

174578

€8EN

cLed

€9€1

T9€T
9g€e4d
Ssed
$sed
foiiol 4

Lyev
oveM

vven

SEED

EMDataBank

Unified Data Resource for J0EM

O

PROTEIN DATA BANK

W



5WQT7

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 11

2650
6854

289N

08ST

8.54
LLSK

cLed
TLSI
0481
0994
15894

TGSH

6%ST
8750

2vsa

9€ESN

YESA

[
TESH

6294
82Sa

STSY

€191

0TSN

L0SL
9054

70SN
€084

6671

L6%S
967N

T67A

68¥S

T8%1

2191
TT9A

e Molecule 1

6091

1093
9098

€091

tem protein D

ion sys

Putative type II secreti

25%

30%

45%

Chain L

06TI

881h

2921

6SCA

LSTN

SSev

TS
0821

6L%Y

LLYD
9.%d

i 257N
€70
¢Lvd

S9%D

1
8EYD

627a
8CY1

147N
LIVN
PIvN
€8EN
cLeQ
€9€1
T9€1
9G€e4d
ssed
sed
foaciol

LyEY
oveM

vyen

seed

€€€T

€091
[4=1]
6854

28S)

0851

8.54
LLSK

LSy
TLSI
0LST
0994
LS54

1994

6%51

2%sa

9ESH

YESA

cesd
TE€9Y

6254
8¢Sa

STSY

€157

OTSN

L0OSL
9054

Y0SN
€084

6671

L67S
96¥N

T67A

68¥%S

1871

2191

TT9A

e Molecule 1

6091

L099
909

tem protein D

ion sys

Putative type II secreti

25%

30%

44%

Chain M

mmu> 9ze1
wmmz vzeh
€%TH Nﬂmﬁ
1574c) 8T€T1
| oves L1€¥4
6£cd 1
8€cH 80eb
LETA LOEA
GETT S0ed
¥eCs yoea
| eeed €08V
zeeT | goeL
T€TT TOET
62CL 6621
8221 1
R4y s62h
9zzh 1
GTTH T6TY
vzey | teel
€TTA 0621
zeed | eszy
122d 88CA
0zeTH
61CS
81CI
1121
9121
S1C8
P1ZN
€121
[414:
otrca
602V
80CTA
90T
Nmm.._
6SCA
LSTN
SSTY
06T 1
| esT1 1523
88Th 0521

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O

PROTEIN DATA BANK

W



5WQT7

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 12

€L7%
eLvd

8C¥'1

9Ty
{4420
LIFN
PIvN
€8EN
cLed
€9€1
T9€T
95ed
g5ed
vsed
foisiol 4

LYEY
9vEM

vhea

seed

EEI

€eed

62eY

TESA

¢eSH
TESH

6294
82sa

STSY

€191

0TSN

9054

T0SN
€054

6671

L6%S
967N

T67A

68%S

871

6.LYV

SLPN
25718

2191
TT9A

6091

e Molecule 1

1093
9098

€091
T6Sh

6854

tem protein D

ion sys

Putative type II secreti

25%

30%

44%

Chain N

06TI

88Th

2921

6SCA

e Molecule 1

LSCTN

SGev

TS
0821

LLYD
9.%3
SLVN
257
€L%D
cLvd

S9%D

1

8EYD

9EVN

627a
8CY1

1478
LIPN
PIvN
£€8EN
cLed
€9€T
T9ET
9G€4d
ssed
sed
e£gey

LyEY
oveEM

wren

seed

€eed

1,994

1994

6751

2vsa

9ESH

HESA

cesd
TESH

6254
82Sa

STSY

€157

OTSN

LOSL
905Y

70SN
€084

6671

L67S
967N

T6%A

68¥%S

18%1

6.7V

2191
TTOA

6091

1093
909

€091

tem protein D

ion sys

Putative type II secreti

25%

30%

44%

Chain O

06TI

8810

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O

PROTEIN DATA BANK

W



5WQT7

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 13

6SCA

LSTN

Eisa 4

TSeH
0821

SLPN
2578
€L70
cLvd

S9%D

8CH1

147N

LIFN
PPN
88EN
€8EN
cLed
€9€1
29ed
T9€1
95€d
Ssed
$3ed
foicio) 4

LYEY
oveM

vven

SEED

€€€T

T67A

68¥S

1871

6.7V

LLYD
9.vd

2191
TT9A

6091

1093
9098

€091

T6Sh

6854

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



Page 14 wwPDB/EMDataBank EM Map/Model Validation Summary Report SWQ7

4 Experimental information (i)

Property Value Source

Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used 30659 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
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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 | pyie71 17 <9 | RMSZ #|Z| >2
1 A 0.42 0/3673 0.59 1/4983 (0.0%)
1 B 0.42 0/3673 0.59 1/4983 (0.0%)
1 C 0.42 0/3673 0.59 1/4983 (0.0%)
1 D 0.42 0/3673 0.59 1/4983 (0.0%)
1 E 0.42 0/3673 0.59 1/4983 (0.0%)
1 F 0.42 0/3673 0.59 1/4983 (0.0%)
1 G 0.42 0/3673 0.59 1/4983 (0.0%)
1 H 0.42 0/3673 0.59 1/4983 (0.0%)
1 I 0.42 0/3673 0.59 1/4983 (0.0%)
1 J 0.42 0/3673 0.59 1/4983 (0.0%)
1 K 0.42 0/3673 0.59 1/4983 (0.0%)
1 L 0.42 0/3673 0.59 1/4983 (0.0%)
1 M 0.42 0/3673 0.59 1/4983 (0.0%)
1 N 0.42 0/3673 0.59 1/4983 (0.0%)
1 ) 0.42 0/3673 0.59 1/4983 (0.0%)
All All 0.42 | 0/55095 | 0.59 | 15/74745 (0.0%)

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

<
2

Chain | #Chirality outliers | #Planarity outliers
0 1

| —| | QH| E| D) Q| I e

e e e e e s I Y Iy I
OO OO O OO O
el e e e e e e e

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 K 0 1
1 L 0 1
1 M 0 1
1 N 0 1
1 O 0 1
All All 0 15

There are no bond length outliers.

The worst 5 of 15 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 H 266 | SER | CB-CA-C | -5.47 99.70 110.10
1 L 266 | SER | CB-CA-C | -5.47 99.70 110.10
1 B 266 | SER | CB-CA-C | -5.46 99.73 110.10
1 D 266 | SER | CB-CA-C | -5.46 99.73 110.10
1 @) 266 | SER | CB-CA-C | -5.45 99.74 110.10

There are no chirality outliers.

5 of 15 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 166 | THR | Peptide
1 B 166 | THR | Peptide
1 C 166 | THR | Peptide
1 D 166 | THR | Peptide
1 E 166 | THR | 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 A 3632 0 3702 225 0
1 B 3632 0 3702 226 0
1 C 3632 0 3702 227 0
1 D 3632 0 3702 226 0
1 E 3632 0 3702 224 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 F 3632 0 3702 225 0
1 G 3632 0 3702 227 0
1 H 3632 0 3702 224 0
1 I 3632 0 3702 228 0
1 J 3632 0 3702 233 0
1 K 3632 0 3702 224 0
1 L 3632 0 3702 223 0
1 M 3632 0 3702 227 0
1 N 3632 0 3702 227 0
1 O 3632 0 3702 227 0

All All 24480 0 55530 2956 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 2956 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:210:ASP:O | 1:B:214:ASN:HA 1.50 1.11
1:E:210:ASP:O | 1:E:214:ASN:HA 1.50 1.11
1:H:210:ASP:O | 1:H:214:ASN:HA 1.50 1.11
1:1:210:ASP:O | 1:1:214:ASN:HA 1.50 1.11
1:A:210:ASP:O | 1:A:214:ASN:HA 1.50 1.11

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.

PROTEIN DATA BANK

.........................

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 B 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
Continued on next page...
PR


http://wwpdb.org/validation/2016/EMValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/EMValidationReportHelp#protein_backbone

Page 18

wwPDB/EMDataBank EM Map/Model Validation Summary Report

SWQ7

Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 C 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 D 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 E 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 F 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 G 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 H 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 I 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 J 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 K 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 L 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 M 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 N 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67
1 O 464/627 (74%) 442 (95%) | 19 (4%) 3 (1%) 28 67

All All 6960/9405 (74%) | 6630 (95%) | 285 (4%) | 45 (1%) 33 67

5 of 45 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 480 VAL
1 B 480 VAL
1 C 480 VAL
1 D 480 VAL
1 E 480 VAL

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.

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 A 405/537 (75%) 404 (100%) 1 (0%)
1 B 405/537 (75%) 404 (100%) 1 (0%)
1 C 405/537 (75%) 404 (100%) 1 (0%)

Continued on next page...
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 D 405/537 (75%) 404 (100%) 1 (0%)
1 E 405/537 (75%) 404 (100%) 1 (0%)
1 F 405/537 (75%) 404 (100%) 1 (0%)
1 G 405/537 (75%) 404 (100%) 1 (0%)
1 H 405/537 (75%) 404 (100%) 1 (0%)
1 I 405/537 (75%) 404 (100%) 1 (0%)
1 J 405/537 (75%) 404 (100%) 1 (0%)
1 K 405/537 (75%) 404 (100%) 1 (0%)
1 L 405/537 (75%) 404 (100%) 1 (0%)
1 M 405/537 (75%) 404 (100%) 1 (0%)
1 N 405/537 (75%) 404 (100%) 1 (0%)
1 O 405/537 (75%) 404 (100%) 1 (0%)

All All 6075/8055 (75%) | 6060 (100%) | 15 (0%)

5 of 15 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 258 LEU
1 H 258 LEU
1 M 258 LEU
1 F 258 LEU
1 L 258 LEU

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

sidechains are listed below:

Mol | Chain | Res | Type
1 G 368 GLN
1 I 305 GLN
1 N 473 GLN
1 G 475 ASN
1 H 324 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.
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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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