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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 4.30 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 56
Ramachandran outliers W 13.8%
Sidechain outliers I 22 2%
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 543 22% 50% 23% -
1 B 543 22% 48% 24% -
1 C 543 22% 49% 23% -
1 D 543 22% 49% 24% -
1 E 543 22% 49% 23% -
1 F 543 22% 49% 24% -
1 G 543 22% 49% 23% -
1 H 543 21% 49% 24% -
1 I 543 22% 49% 23% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 J 543 22% 49% 23% -
1 K 543 22% 49% 24% -
1 L 543 22% 49% 23% -
1 M 543 22% 48% 24% -
1 N 543 22% 49% 23% -
1 O 543 22% 48% 24% -
1 P 543 22% 49% 23% -
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 63712 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.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 532 3982 2468 689 797 28 0 0

Total C N O S
1 B 032 3982 2468 689 797 28 0 0

Total C N O S
1 C 032 3982 2468 689 797 28 0 0

Total C N 0O S
1 b 532 3982 2468 689 797 28 0 0

Total C N O S
1 b 532 3982 2468 689 797 28 0 0

Total C N O S
1 K 532 3982 2468 689 797 28 0 0

Total C N 0O S
1 G 532 3982 2468 689 797 28 0 0

Total C N 0O S
1 H 532 3982 2468 689 797 28 0 0

Total C N O S
1 I 532 3982 2468 689 797 28 0 0

Total C N O S
1 J 532 3982 2468 689 797 28 0 0

Total C N O S
1 K 532 3982 2468 689 797 28 0 0

Total C N O S
1 L 532 3982 2468 689 797 28 0 0

Total C N @) S
1 M 532 3982 2468 689 797 28 0 0

Total C N O S
1 N 532 3982 2468 689 797 28 0 0

Total C N O S
1 0 532 3982 2468 689 797 28 0 0

Total C N O S
1 P 532 3982 2468 689 797 28 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: Chaperonin

Page 5
Chain A:

€9L
(42
T9D
09a
69N

el

TSa

il

(42
Tod
0%d

8EL

9€Y
SEA

£€d

T€I

STTh
7433
€219

12TA

6TTI

L11d
9TTH

PTIN

c11a
1171

6073

LOTV
90TH

€071
cotd

661

L6A
96V

68A

€LTI

TLTV

6914

99TV
S9TH

€91V

091D

8GTI

9GTL

vaTY

(4513

8vTd

9%1d

IV

(47498

+

8ETI

SETT

[4:341]
TETY
0ETH
62T
8TTV

€9CL
TSTI
T6TH
0S2I

L¥Ta

Lagan
£¥ca

6€TI
8ETY

9ETN
GETT

TETI

0€TY

22T
9zeH
9zey
vzTd
£2TH
[444)}

61€Y

L1€T

STed

0T€EN

S0eY
YOEA

ToEd

s62h
»62Y
£62

88T

98¢0
498cd

£8TA

Lged
99€EA
aged
YGEI

TGES

Sved

£veN
el
T9eD
obey

LEET

geed

TEET

8CEN

STeA
YTeEN

2TED

0ozey

LTSV

CISI
1194

093

00gb
6671
867V
169D

S69Y
w67
£6%4
6T

88%A

6L%V

SLPA

3

69%%
89N

99%N

E£9%H

199V
09%4

8G%M

9G%T
SG¥I
YSva

(4554

0891
6%%D

ovva

24%

48%

22%

e Molecule 1: Chaperonin

Chain B:

€9L
(47
9D
09a
6SN

¥9a

18a

adll

(4728

o
< ¢
B n

8EL

10
™
=

™
™
(5]

q‘II
o
IIE-

1€I
0€I
624

9T1
STl

€T

T2h

61a
8T
L1D

STA

8T

« ©
oMo

STTh
7433
€219

TTTA

6111

L11d
9TTH

PTIN

cT1a
T1TT

6072

LOTY
90Ty

RLDWIDE

€071
2013

664

W

L6A
96V

68A

EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

ZPDE
e


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

3LOS

g
Q
o
D

o'
o}

8

+~
<

=

G

-

<

=
]
=

/
o
<

=

=
€2l
as)

A

ol
E
E

Page 6

T610a
0674
6810
88TA
L8TY

081V
6.1S
8LIA
LLTY
9L1d
SLTA

€L11
cL1a

99TV

0919

8GTI

PRIV

THIA

+
i

621D
8TTV

€9CL
[4tan
STy
0821

LyTa

bazgan
54

8ETY

9ETN

oTTH
etéas
vced
€Tl

L0za

€671
2611

6TEY

LTET

STed

0TEN

SOEY
Y0EA

T0€E

s62h
6TY
£62T

88T

9820
S8cT4d

£8TA

82V

LLTH
9.TI

€LTA

0Ley
6921

L9TH

jeferacs

992d
¥gca

78EA

08€A
6.Le3
8.Lgd
LLET

i

€LEL
CTLEL

0Led
69€1

LOEW
99€L
S9€A
YoeY

¢9ed

L9€3
9GEA
fefegory
Y9eI

TQES

8TEN

STeA
YTeEN

TTED

0zey

0T%a
60%A
80%3
LO%L
90%S

70¥D
€0%D
c0%S

96€d

LISV

CISI
1194

88%A

28%a

6L%Y

SLPA

3

6974
89N

99N

E9%H

9%V
09%Y4

8G%)

98%1
SGPI
vsva

{454

0S¥1T
6%%D

0ESH
629a

e Molecule 1

LTSW
9Tsd

[44:L}

n

Chaperon

23%

49%

22%

Chain C

vaa

T8Q

Azl

(4208
Tvd
0%d

©
)
|2

10
e
=

€€d

TEI
0€I
6z

9T'1
GTI

€CH

12h

61a
814
L19D

STA

8T

99

q.II
=

6111

L11d
9TTH

PTIN

c11a
T1T1

6072

LOTY
90T

€071
{40 s

66A

L6A
96V

6L
€6L

68A

983
ssb
¥8L
€8Y
z8Y
180

6.1
8.1

oL
QLY

€Ld

89
L93

S9'1

LTI
cL1d
TLIV

69T

99TV
S9N

€91V

0971H

8GTI

9GTL

i1

(45158

8¥1d

9%1a

IV

(474798

L
i

8€TI

SETT

(4341}
TETY
0ETH
62Th
8TTV

€9TL
[4:tan
TS
0621

Lyca

i47an
evca

6€TI
8ETY

oge
SE€TT

[44

(o4 4

Prady
9zTH
etaa't
vzTd
£2TN
[444)]

81cH
91Ty
ST12a

(414
112D

Loza
90CTL

€6TI
2611

6TEX

L1€T

ST1€d

0TEN

SOEV
Z0EA

T0€H

s6ch
»62Y
£621

88T

982D
S84

£8CTA

18Ty

LLTH
9.TI

€.LCA

0LeH
6921

L9gH

a9z3
9ch

[4°143

09cd

8GTT

g6gd
batdd

78EA

08€A
6.L€3
8L€d
LLET

3

ELEL
CTLEL

0.4
69€1

LOEW
99€L
S9€A
7oey

c9ed

LG€3d
9GEA
fefetor
YGeI

TSES

8TEN

STEA
TTeEN

TTED

0zey

€EVd
(4544

0ETA

LT%0

€2T¥S

0ocva
61HY
8T¥A
L1%3
9THY

4520

(5745
6077
80%2
LO%L
90%S

v0¥D
£0%D
20%S

96€d

LISV

T8I
T184

S671
7670
€674
26%1

88%A

28%a

6.9V

SL7A

3

697
897N

99%N

E£9%H

TO%Y
09%4

84%)

96T
elcia
pSva

(454

0871
6%%D

0E€SH
6290

LTSH
9Tsa

TSy

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3LOS

wwPDB EM Map/Model Validation Report

Page 7

in

Chaperon

e Molecule 1

24%

49%

22%

Chain D

€9L
(42
19D
09a
6SN

¥9a

18d

iadll

(4728

o -
& o
S o

8EL

10
™
=

™
™
(5]

<'1I
10:
=

1€I
0€I
624

9T1
STl

£TH

12h

61a
814
L1D

STA

81

« ©
oo S

STTh
7433
€219

1CTA

6TTI

L11d
9TTH

PIIN

c1ta
1111

6073

LOTV
90TH

€071
cotd

661

L6A
96V

68A

983
a8
8L
€8y

181
083

8LT

9L
SLY

€.d

€L1I
cL1d
TLIV

6914

99TV
S9TH

€91V

0919

8GTI

9GTL

2144

(4515

8%v1d

9%1d

IV

{4747

+
i

8ETI

SETT

[4:3141]
TETY
0ETH
621D
8T1V

€9CL
TSTI
T6TH
0S2I

L¥Ta

L4 an
£¥ca

6€TI
8ETY

9ETN
GETT

0ETY

22T
9zey
gzey
vzed
£2TH
ceeh

812
91Ty
S12a

(4248
712D

L0cH
9021

€671
2611

61€Y

L1€T

S1ed

i
3

0T€Y

S0eY
Y0EA

ToEd

S62h
¥62Y
£62

88T

98¢0
498cd

£8TA

T8CV

LLTY
9421

€LTA

0Ley
6921

L9T)

99z3
$9zh

(414

09¢H

8921

G92d
gca

08€A
6.€3
8.ed
LLET

€LEL
CTLEL

0Led
69€1

LOEN
99€L
S9EA
YoEY

29ed

Lsed
9GEA
gged
YGEIL

TGES

8CEN

STeA
YTeEN

2TED

0ozey

€THS

0Zva
6THY
8THA
L1%3
9THY

4528

96€d
S6E1
Y6EL

T6ED
T6EA
06EA

88EA
L8EY
98ed
g8ed
v8eA

LTSV

CISI
1194

093

00gb
6671
867V
169D

S69Y
w67
£6%Y
6T

88%A

28%a

6.L%V

SLPA

3

69%%
89N

99N

E£9%H

199V
09%4

8G%)

98%T
SG¥I
YSva

(4554

0891
6%%D

ovva

0E€SW
629a

e Molecule 1

LTS
9Tsa

{44t

in

Chaperon

23%

49%

22%

Chain E

€9L
(47
19D
09a
6SGN

¥9d

18Q

4l

[472:8
Tvd
0%

0 ©
® ®
= B

£€d

T€I
0€I
624

9T'1
STl

€T

T2h

610
814
L1D

STA

8T

99

q‘II
=1

STTh
7433
€219

TCTTA

6111

L11d
9TTH

PTIN

cr1a
T1TT

6072

LOTY
90Ty

€071
2012

66A

L6A
96Y

v6L
€6L

68A

SLY

€.d

T61a
067
6810
88TA
L8TY

3

T8TA
081V
6.L1S
8LTA
LLTY
9L13
SLTA

€L11
cL1E
TLIV

697

99TV
S9TH

€97V

09719

8GTI

9GTL

2114

TSTH

8¥1d

9%1a

iadil

(4498

+
i

8ETI

SETT

TETD
TETY
0ETH
6210
8T1V

€9CL
[4ta)
TSTH
0821

LyTa

bagan
444cs

6€TI
8ETY

9ETN
S€TT

TETI

0ETY

Prad\
9zeTH
SzTH
vZTd
£2TH
ceeh

81cH
91Ty
S12a

(4248
112D

L0ca
90TL

€611
2611

6TEY

L1ET

STEd

0TEN

SOEY
YOEA

ToER

s62h
v62Y
€621

88T

98D
98cd

£8TA

13144

LLTY
921

€LTA

0LeH
6921

L9TH

99z3
%9zh

[414)

0922

8921

a92d
veca

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK




3LOS

g
Q
o
D

o'
o}

8

+~
<

=

G

-

<

=
]
=

/
o
<

=

=
€2l
as)

A

ol
E
E

Page 8

78EA

LOEN
99€L
S9EA

9GEA
gged
YGEIL

8CEN

STeA
YTeEN

2TED

0zeY

SEVA

€€%d

61%Y
8THA
L1%3
9THY

0T%E
60%A
80%3
LO%L
90%S

Y0%D
€0%D

96€d

LTSV

CISI
1194

S69M
w6vA
€674
67T

88%A

28%a

6.L%V

SLPA

3

69%%
89N

99%N

E£9%H

9%V
09%4

8G%)

98%T
eisia
YSva

(4554

0891
6%%D

0E€SH
6290

e Molecule 1

LTS
9Tsa

{44t

in

Chaperon

24%

49%

22%

Chain F

€9L
(47
9D

6N

¥aa

18Q

4l

[4728
Tod
0%

0 ©
® ®
= B

£€d

1€I
0€I
624

9TT

STl

€T

12h

6111

L11d
9TTH

PTIN

cT1a
T1TT

6072

LOTY
90Ty

€071
2013

664

L6A
96Y

Y61

+

68A

T61a
0674
6810
88TA
L8TY

081V
6.1S
8LTA
LLTY
oL13
SLTA

€L11
cL1E
TLIV

6973

991V
S9TH

€91V

0919

8GTI

9GTL

2114

TSTH

8%13

9%1a

YY1V

THIA

1

621D
8T1V

€9CL
[4tan
TSTH
0821

L¥Ta

bagan
544cs

6€TI
8ETY

9ETN
S€TT

0ETY

Prad\
9zTH
fetd o'y
vZTd
£2TH
ceeh

81cH

91Ty
S12a

(4348
112D

L0ca
90TL
S0ca

€671
2611

6TEY

LTET

STed

0TEN

SOEY
YOEA

ToER

s62h
v6Zy
€621

88T

98¢0
98cd

£8TA

8TV

LLTY
9.T1

€.LTA

(kas
6921

L9TH

9923
9zh

[414)

0922

89C1

g92d
v9ca

08€A

LOEW
99€L
S9EA
YoEY

¢9ed

Leed
9GEA
feletor s
¥9eI

TGES

8TEN

aTen
YTeEN

2TED

0zeY

€TS

0zva
6THV
8T%A
L1%3
9THY

j45720

96€d
S6€1
Y6EL

T6ED
T6€A
06€A

88EA
L8EV
98ed
g8ed
w8en

LISV

CISI
1194

093

0osb
6671
869V
169D

S67M
7671
€674
T6%'T

88%A

2°8%a

6L%V

SLPA

3

69%%
89N

99N

E£9%H

9%V
09%4

8G%)

96%1
SG¥I
vsva

TSHY

0S8%1
6%%D

ovva

0E€GKW
629a

e Molecule 1

LTSI
9T8a

[44°¢:

n

Chaperon

23%

49%

22%

Chain G

9L
TOA
9D

66N

vaa

180

a2l

[42:8
Tod
0%D

©
™
|2

10
e
=

£€d

1€
0€I
624

9T1
S¢I

ETH

12h

610
814
L1D

STA

8T

99

d‘II
=

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3LOS

wwPDB EM Map/Model Validation Report

Page 9

STTh
YTIL
€219

TTTA

6111

L11d
9TTH

PTIN

cT1a
TTTT

6072

LOTY
90T

€071
{40 s

66A

LBA
96V

6L
€6L

68A

610
06T
6810
88TA
L8TY

08TV
6.1S
8LTA
LLTY
9L1d
SLTA

LTI
cL1a
TLIV

69T

99TV
S9N

€91V

097H

8GTI

9GTL

vaTv

TSTA

8¥13

9%1a

IV

147498

+
i

62Th
8TTV

€9TL
[4tay
1928
0821

LyeTa

¥l
54

6€TI
8ETY

9ETN
S€TT

TETI

0ETY

Prad\
9zTA
szTy
vzed
£2TH
ceeh

81cH
9TTH
S12a

CITA
112D

L0za
90TL

€6TI
2611

6TEN

L1€7

ST€d

i
3

0TEN

SOEY
H0EA

T0€H

s6ch
»62Y
£621

88T

9820
S84

£8TA

18TV

LLTH
9.TI

€.L2A

0LeH
6921

9Ty

99z3
9ch

[42143

09cd

8G9T1

992d
¥gca

08€A
6.€3
8.€d
LLET

€LEL
TLEL

0.4
69€1

LOEW
99€L
S9€A
7oeY

¢9ed

LG€3d
9GEA
fefetory
YGeI

TSES

8TEN

STeEA
YTeEN

{4455

0zey

44749

0zva
6THV
8T%A
L1%d
9THYd

4520

96€d
S6€1
Y6EL

T6ED
T6EA
06€A

88EA
L8EY
98ed
g98ed
w8en

LISV

TSI
T184

093

00gh
6671
86%Y
L6%0

G674
v6%A
€674
261

88%A

28%a

6.L%Y

SL7A

3

697
89%N

99PN

€9%H

TO%Y
09%4

89%)

98T
felei A
ySva

[4si4

0S%1
6%%D

ovvE

0ESH
629a

e Molecule 1

LTSW
9Tsa

[q4:t}

n

Chaperon

24%

49%

21%

Chain H

oA
T9D
09a
69N

vaa

TSQ

a2l

(4208
Tvd

=)
<
>

)
)
|2

10
o
=

™
™
(2]

T€I
0€I
62y

9T
STI

™
N
=

T2h

610
814
L1D
OTH
STA

81

©
[z

6TTI

L11d
9TTH

PTIN

(4314
1111

6072

LOTV
90TH

€071
[do)ics

661

L6A
96V

6L

L

68A

ssh
¥8L
€8y

T80
08a
6.1
8L1

oL
SLY

€Ld

891
L93
994
991

LTI
cL1a
TLTY

6914

99TV
SOTH

€91V

09T1H

8GTI

9GTL

2144

(41358

8¥1a

9%1d

hadal

{449

L
i

8€TI

SETT

[4:34]
TETY
0ETH
62T
8TTV

€46TL
[4:tan
TS
0621

i
3
i

Lyca

baan
evca

6€TI
8ETY

oge
SE€TT

ogey

LZTA
14a't
El4a't
%zTd
3440
[444)]

81z
91Ty
S12a

(A4}
112D

Loca
90TL

€6TI
T6T1

LT1ET

S1€d

0TEN

SOEY
Z0EA

10€3

66TV

s6ch
v62Y
€621

882

982D
S84

£8CTA

18Ty

LLTH
9.TI

€LTA

oLeH
6921

L9gH

q9z3
9zh

[4°143

09cd

8GTT

g6gd
iatdd

08€A
6.e3
8.ed
LLET

€LeL
TLEL

0Led
69€1

LOEN
99€L
G9EA
PoEY

29¢ed

Lsed
99€EA
Gged
YGeI

TSGES

Sved

£ven
(42588
TvED
ovey
6€€d

3

geeh

8TEN

GTEA
bTeEN

TED

ozey
61N

€EPd
(4544

0ETA

370

€T¥S

0cva
6THY
8THR
L1%3
9THY

4520

01%3
60%A
8072
LO%L
90%S

70¥D
€0%D
20%S

96€d
S96€I
Y6EL

T6ED
T6EA
06EA

88€EA
L8EY
98ed
G8ed
8EA

T8I
T154

L0938

00gb
6671
867V
L6%D

967N
76%A
€674
261

88%A

28%a

6.L%Y

SLYA

3

697
89%N

99%N

E€9%H

TO%Y
09%Y

8G%)

96T
el A
vava

(4554

0871
6%%D

S

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3LOS

wwPDB EM Map/Model Validation Report

Page 10

6290

e Molecule 1

LTSN
9Tsa

n

Chaperon

23%

49%

22%

Chain [

oA
T9D
09a
69N

vaa

TSQ

4l

(4728
Tvd

=)
&
©

8EL

10
o
=

™
™
(2]

q'II
-.II<»
[

T€I
0€I
62y

9T
(4

€T

T2h

610
814
L1D

STA

6TTI

L11d
9TTH

FIIN

c11a
1171

6073

LOTV
90TH

€071
cotd

661

L6A
96V

68A

983
)
8L
€8)

184
083

8LT

9L
SLY

€.d

€LTI
cL1d
TLTV

6914

99TV
S9TH

€91V

091D

8GTI

9GTL

vaTY

(4513

8vTd

9%1d

IV

(4749

+
i

8ETI

SETT

[4:34]
TETY
0ETH
62T
8TTV

€46TL
[4:t4s

Lagan

8ETY

oge

S12d

(A4}

€6TI
T6T1

L1€T

S1ed

48cd

£8TA

T8cV

LLTY
9,21

€LTA

0Ley
6921

L92)

99cH

G92d
pgca

LOEN
99€L
SG9EA

99€EA
aged
YGEI

gved

£veN
el
TED
obey

2TED

0ozey

61N

€€Vd

6THY
8THR
L1%3
9THY

LO%L
90%S

v0¥D
€0%D

Y6EL

[ eeed |
T6ED
T6EA

06EA

88EA
L8EY
98ed
g8ed
Y8EA

TSI
T19Y

L0938

00gb
6671
867V
16D

S6%)
v6%A
€674
61

88%A

28%a

6.L%Y

SLBA

3

69%%
89%N

99%N

E£9%H

TOPY
09%4

8G%

9G6%T
SG¥%I
vava

(4554

0891
6%%D

ovva

0E€SKH
6290

e Molecule 1

LTSH
9Tsa

{44t

LISV

in

Chaperon

23%

49%

22%

Chain J

€9L
(42
9D
09a
69N

¥9a

18d

il

(4728
Tvd
0%D

8EL

9gY
SEA

£€d

1€I
0€I
624

9T1
etay

€T

12h

61a
8T
L1D

STA

« © )
oS |

stadi]
2433
€219

12TA

6TTI

L11d
9TTH

PTIN

c1ia
1111

6073

LOTV
90T

€071
cotd

664

L6A
96V

v6L
€6L

68A

SLY

€.d

T61a
0674
681a
88TA
L8TY

081V
6.L1S
8LTA
LLTY
9L13
SLTA

€LTI
cL1E
TLIV

69T

99TV
SOTH

€97V

097D

8GTI

9GTL

2144

TSTH

8%13

9%1a

iadal

(447

+
i

8ETI

GETT

TETD
TETV
0ETH
621D
8TTV

€9CL
STl
TSTH
0§21

L¥Ta

L4 an
44cs

6€TI
8ETY

9ETN
SETT

(44

0ETY

22T
9zeH
gzey
vzTd
£2TH
(444}

81cH
91Ty
S12a

(4148
112D

L0cH
90TL

€671
2611

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3LOS

wwPDB EM Map/Model Validation Report

Page 11

S0EY

6Ty

4a8cd

£8TA

13144

LLTY
9,21

€LTA

0Ley
6921

L9TH

99z3
%9zb

[414)
ToTd
0922

8921

a92d
v9ca

08€gA
6.€3
8.Led
LLET

i

€LEL
CTLEL

0Led
69€1

LOEW
99€L
S9EA
YoEV

LSed
9G€EA
feietors

8CEN

STeA
443

2TED

0zeY

€TYS

0Zva
6THV
8THA
L1%3
9THY

96€d

S6€1
Y6EL

26ED
T6EA
06€A

88EA
L8EV
98€d
g8ed
¥8en

LISV

CISI
1194

093

00sb
6671
867V
169D

9693
7671
£6%4
671

88%A

28%a

6L%V

SLPA

3

69%%
89N

99%N

E€9%H

9%V
09%4

8G%)

98%1
SG¥I
vSva

{4554

0891
6%%D

ovva

0E€GW
629a

e Molecule 1

LTS
9T8a

[44°¢:

in

Chaperon

24%

49%

22%

Chain K

9L
(42
9D
09a
6GN

vaa

180

a7l

[42:8
Tod
07D

[} ©
[l [y}
= =

€4

-Ilnf
)
i II

1€I
0€I
624

9T1
STl

ETH

12h

610
814
L1D

STA

8T

9D

d‘II
=

STTh
2433
€219

TTTA

6111

L11d
9TTH

PTIN

c11a
TTTT

6072

LOTY
90Ty

€071
2013

66A

L6A
96V

68A

T61a
067
6810
88TA
L8TY

081V
6118
8LIA
LLTY
9L1d
SLTA

€L11
cL1a
TLIV

697

99TV
S9TH

€91V

091D

8GTI

9GTL

vaTv

TSTA

8¥1d

9%1a

PRIV

THIA

+

8ETI

SETT

TETD
TETY
0ETH
621D
8TTV

€9CL
[4tan
STy
0821

LyTa

bagan
£vca

6€TI
8ETY

9ETN
S€TT

0ETY

Prad\
9zTH
szTH
vzTd
£2TH
czeh

81cH

9TTH
S12a

CITA
T1ZD

L0za
90TL
S0za

€671
2611

6TEN

LTET

STed

i
3

0TEN

SOEY
Y0EA

T0€E

s62h
6TY
£62T

88T

9820
S84

£8TA

82V

LLTY
9.TI

€.LTA

0Lex
6921

L9TH

99z3
92h

[4:14)

0922

89C1

992d
¥gca

08€gA
6.Le3
8.Lgd
LLET

E€LEL
CTLEL

0Led
69€1

LOEW
99€L
S9€A
YoEY

T9ed

L9€d
9GEA
fefetory
Y9eI

TSES

8TEN

STeA
YTeEN

TTED

0zey

€T¥S

0zva
6THV
8T%A
L1%3
9THY

4520

96€d
S6€I
Y6EL

T6ED
T6€A
06€A

88EA
L8EV
98ed
g98ed
w8en

LISV

CISI
1194

L0983

0ogb
6671
869V
169D

S67M
76vA
€674
(4748

88%A

z8%a

6L%Y

SLPA

3

6974
89%N

99N

E9%H

9%V
09%Y4

8G%)

98%1
SG¥I
YSva

{4541

0S¥1T
6%%D

ovva

0ESH
629a

e Molecule 1

LTSKW
9Tsa

[44:L}

n

Chaperon

23%

49%

22%

Chain L

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3LOS

g
Q
o
D

o'
=}

8

+~
<

=

G

-

<

=
Q
=

/
o
<

=

=
€l
an)

()

ol
E
E

Page 12

9L

4l

[42:8
Tod
0%

©
™
B

10
e
=

STl

€T

12h

STTh
7433
€219

TCTTA

6171

L11d
9TTH

PTIN

cr1a
TITT

6072

LOTY

2013

661

L6A
96V

6L

983
s8d
%8l
€8

T8A
083

8LT

9LM

T610a
067
6810
88TA
L8TY

3

T8TA
081V
6.1S
8LTA
LLTY
oL13
SLTA

€L11
cL1E
TLIV

697

991V
S9TH

€91V

091D

8GTI

9GTL

vaTv

(415’8

8¥13

9%1a

PRIV

THIA

L
i

8ETI

SETT

TETD
TETY
0ETH
621D
8TTV

€9CL
[4tan
TSTH
0821

LyTa

bagan
544cs

6€TI
8ETY

9ETN
S€TT

TeTI

0ETY

Prad\
9zTH
szTy
vZed
£2TH
czeh

81cH
9TTH
S12a

CITA
112D

L0za
90TL

€611
2611

6TEY

LTET

STed

0TEN

SOEY
Y0EA

T0€E

s62h
v6TY
€621

88T

9820
S84

£8TA

82V

LLTY
9.TI

€LTA

0LeH
6921

L9TH

99z3
92h

[4:14
1924
0922

89C1

992d
¥gca

78EA

08€A
6.Le3
8.Lgd
LLET

i

€LEL
TLEL
TLED
0Led
69€1

LOEW
99€L
S9€A
YoeY

29ed

Le€d
9GEN
fefegory
Y9eI

[4e3

8TEN

STEA
HTEN

TTED

0zey

ovva

444
EYPL
444!
T9bd
0v¥I
6EVA

LEPT
9ERY
SEVA

%4
[4541

0E%A

L290

€T¥s

0zva
61%V
8T%A
L1%3
9T%Y

4520

0T%a
60%A
80%3
LO%L
90%S

70%D
€0%D
c0%S

96€d
S6€1
Y6EL

T°6ED
T6€A
06€A

88EA
L8EV
98ed
g8ed

LISV

CISI
1194

L0983

00sb
6671
869V
169D

88%A

28%a

6L%Y

SLPA

3

69%%
89N

99N

E9%H

9%V
09%Y4

8G%)

98%1
SGPI
vsva

{454

0S8¥1T
6%%D

0ESH
629a

e Molecule 1

LTSW
9Tsa

[44:L |

n

Chaperon

24%

48%

22%

Chain M

€9L
(47N
79D
09a
63N

vaa

T8Q

Azl

(428
Tvd
0%d

©
)
|2

10
e
=

€€d

1

TEI
0€I
6z

9T'1
GTI

E€CH

12h

61a
814
L19D

STA

8T

99

d‘II
o

sTTh
YTIL
€TTD

TCTTA

6111

L11d
9TTH

PTIN

cTia
TTTT

6072

LOTY
90T

€071
[4o) s

66A

LBA
96V

68A

1610
06T
6810
88TA
L8TYH

3

18TA
08TV
6L1S
8LTA
LLTY
9L1d
SLTA

LTI
cL1d
TLIV

69T

99TV
SO

€91V

0971H

8GTI

9GTL

i1

(45158

8¥1d

9%1a

IV

(47478

L
i

8€TI

SETT

(4341}
1TV
0ETH
62Th
8TTV

€9TL
[4:tay
TSy
08CI

Lyca

Tl
evca

6€TI
8ETY

oge
S€TT

0€TY

Prady
9zTH
etaa't
vzTd
£zTN
[444)]

81cH
91Ty
ST12d

(414}
112D

Loza
90CTL

€0TI

00ZH

8614
L6TH
9673

€6TI
2611

6TEX

L1ET

ST1€d

i
-

0TEN

SO0EV
Z0EA

T0€H

s62h
»62Y
£621

88T

9820
S84

£8TA

18Ty

LLTH
9.TI

€.LTA

0LeH
6921

L9gH

q9z3
9ch

[4:143

09cd

8GTT

g96gd
fatdd

08EA
6.L€3
8.L€d
LLET

ELEL
CTLEL

0.4
69€1

LOEW
99€L
S9€A
7oeY

c9ed

LGed
9GEA
fefetor
YGeI

TSES

8TEN

STeEA
YTeEN

TTED

0zey

€€V
CEDY

0ETA

370

€T¥S

0cva
6THY
8T¥A
L1%3
9THY

4520

01%a
6077

pAGAN
90%S

96€d
G6€1
Y6EL

T6ED
T6EA
06EA

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3LOS

wwPDB EM Map/Model Validation Report

Page 13

T8I

6671
867V
L6%b

S671
v6%A

SLYA

3

69%4
89%N

99%N

E€9%H

TO%Y
09%4

8G%)

9G6%T
el A
i

(4554

0871
6%%D

ovva

0E€SH

6290

e Molecule 1

LTSH
9Tsa

{44t

in

Chaperon

23%

49%

22%

Chain N

£€9L
(478
199

6SN

¥9a

18d

iadll

(472

o -
& o
S o

8EL

0
™
=

™
™
(5]

Q'II
.-Ilm
[

1€I
0€I
624

9T1
STl

£TH

12h

61a
814
L1D

STA

81

« ©
oo S

6TTI

L11d
9TTH

PIIN

c11a
1111

6073

LOTV
90TH

€071
cotd

661

L6A
96V

68A

983
a8h
8L
€8)

181
083

8LT

9L
SLY

€.d

LTI

99TV

0919

8GTI

iadil

(4749

L
i

8€TI

SETT

[4:341]
TETY
0ETH
621D
8TIV

€9CL

PPl

8ETY

9ETN

9geH
{44’}
vced
€T

L0cH

€671
2611

6T€Y

L1€T

S0eY

vecy

4a8cd

£8TA

T8cV

LLTY
9421

€LTA

0Ley
6921

L9TH

99z
9zb

[414)
ToTd
09¢H

8921

a92d
p9ca

78EA

08€A
6.e3
8.ed
LLET

i

€LEL
TLEL

0Led
69€1

LOEN
99€L
S9EA
YoEY

29ed

Lsed
9GEA
gged
YGEI

TGES

8CEN

STeA
YTeEN

2TED

0ozey

SEYA

€€%d
TERY

0EHA

LT%0

€THS

ozva
61%Y
8THA
L1%3
9THY

4528

0T%E
60%A
80%3
LO%L
90%S

Y0%D
€0%D
2T0%S

96€d

LISV

CISI
1194

S69M
w67
£6%4
6T

88%A

28%a

6.L%V

SLPA

3

69%%
89N

99%N

E£9%H

199V
09%4

8G%M

98%1
eisiA
YSva

(4554

0891
6%%D

0E€SH
6290

e Molecule 1

LTS
9Tsa

{44t

in

Chaperon

24%

48%

22%

Chain O

€9L
(47
9D
09a
6GN

¥9d

18Q

4l

(4728
Tod
0%

0 ©
) ®
= B

£€d

d‘II
o
IIE*

T€I
0€I
624

9T1
Sl

€T

T2h

610
814
L1D

STA

8T

99

q‘II
=1

STTh
7433
€219

TCTTA

6111

L11d
9TTH

PTIN

cr1a
T1TT

6072

LOTY
90Ty

€071
2013

66A

L6A
96Y

68A

SLY

€.d

T61a
067y
681a
88TA
L8TY

081V
6.L1S
8LTA
LLTY
9L13
SLTA

€L11
cL1E
TLIV

6973

991V
S9TY

€97V

097D

8GTI

9GTL

vaTv

TSTA

8%13

9%1a

iadal

THIA

+

8ETI

SETT

TETD
TETY
0ETH
6210
8TTV

O

R LDWIDE

PROTEIN DATA BANK

W



3LOS

wwPDB EM Map/Model Validation Report

Page 14

€9CL
[4tan
TSTH

bagan

8ETY

9ETN

9TTH
et 4s
vced
€T

L0cd

€671
2611

6TEY

LTET

SOEY

vecy

98cd

£8TA

8TV

LLTY
9.T1

€.LTA

(kas
6921

L9TH

9923
%9zh

[414)

0922

89C1

992d
v9ca

78EA

08EA
6.L€3
8.Led
LLET

i

E€LEL
CTLEL

0LeY
69€1

LOEW
99€L
S9EA
YoEY

¢9ed

Leed
9GEA
feletor s
Y9eI

TGES

8TEN

STeA
wTeEN

TTED

0zeY

SEVA

€EPd
{45741

0E%A

LT90

€TYS

0zZva
6THV
8THA
L1%3
9THY

j45720

0T%a
60%A
80%3
LO%L
90%S

%0%D
£0%D
[

96€d

LISV

CISI
1194

S67M
7671
€674
T6%T

88%A

28%a

6L%V

SLPA

3

69%%
89N

99N

E£9%H

9%V
09%Y4

8G%)

9G%1
SGPI
bsva

TSHY

0S8%1
6%%D

0E€GKW
629d

e Molecule 1

LTSI
928a

[44°¢:

n

Chaperon

23%

49%

22%

Chain P

€9L
oA
79D
09a
65N

vaa

T8Q

a2l

(428
Tvd
0%d

©
™
B

10
e
=

£€d

1

TEI
0€I
6z

9T'1
GTI

€TH

T2h

61d
814
L19

STA

8T

99

d‘II
=

STTh
2433
€219

TTTA

6171

L11d
9TTH

PTIN

cT1a
T1TT

6072

LOTY
90Ty

€071
{40 s

66A

LBA
96V

68A

T610Q
06T
6810
88TA
L8TY

3

T8TA
08TV
6.1S
8LTA
LLTY
9L1d
SLTA

LTI
cL1a
TLIV

69T

99TV
S9TH

€91V

09719H

8GTI

9GTL

YaTv

TSTA

8¥1d

9%1a

IV

TYIA

L
i

8ETI

SETT

TETD
TETY
0ETH
62Th
8TTV

€9CL
[4tan
T92H
0821

LyzTa

L
£vca

6€TI
8ETY

9ETN
S€TT

TETI

0ETY

Prad\
9zTA
szTy
vzed
£2TH
ceeh

81y
91Ty
S12a

CIZTA
172D

L0za
90TL

€611
2611

6TEN

L1€7

ST€d

0TEN

SOEY
Z0EA

T0€H

s6ch
»62Y
£621

88T

9820
S84

£8TA

18TV

LLTH
9.TI

€.LTA

0LeH
6921

L9TH

99z3
9ch

[4:14
1924
09ca

849T1

992d
¥sca

78EA

08€A
6.€3
8.L€d
LLET

-

€LEL
CTLEL

0.4
69€1

LOEW
99€L
S9€A
7oey

c9ed

L9€3
9GEN
fefeiory
YGEI

TSES

8TEN

STeEA
YTeEN

{4455

0zey

E€E€%d
{4541

0E%A

V4]

4449

0Zva
617V
8T%A
L1%3
9T%Y

4520

0T%a
60%A
80%3
LO%L
90%S

70¥D
€0%D
[0

96€d

LISV

TSI
T184

88%A

28%a

6.L%Y

SL7A

3

697
89%N

99PN

€9%H

TO%Y
09%4

8G%)

98T
GSYI
bSva

[4si4

0871
6%%D

0ESH
629a

LTSW
9Tsa

[44:L}

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




Page 15 wwPDB EM Map/Model Validation Report 3LOS

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, D Depositor
Number of images Not provided Depositor
Resolution determination method | FSC at 0.5 cut-off Depositor
CTF correction method Each micrograph Depositor
Microscope JEM3200FSC Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 20 Depositor
Minimum defocus (nm) 1000 Depositor
Maximum defocus (nm) 3000 Depositor
Magnification 80000 Depositor
Image detector Gatan 4kX4k CCD Camera 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 | pyiey 71 29 | RMSZ #|Z| >2
1 A 0.34 0/4007 0.98 26/5390 (0.5%)
1 B 0.34 0/4007 0.98 27/5390 (0.5%)
1 C 0.34 0/4007 0.98 26/5390 (0.5%)
1 D 0.34 0/4007 0.98 26/5390 (0.5%)
1 E 0.34 0/4007 0.98 26/5390 (0.5%)
1 F 0.34 0/4007 0.98 26/5390 (0.5%)
1 G 0.34 0/4007 0.98 26/5390 (0.5%)
1 H 0.34 0/4007 0.98 26/5390 (0.5%)
1 I 0.34 0/4007 0.98 26/5390 (0.5%)
1 J 0.34 0/4007 0.98 26,/5390 (0.5%)
1 K 0.34 0/4007 0.98 26/5390 (0.5%)
1 L 0.34 0/4007 0.98 26,/5390 (0.5%)
1 M 0.34 0/4007 0.98 26/5390 (0.5%)
1 N 0.34 0/4007 0.98 26/5390 (0.5%)
1 ) 0.34 0/4007 0.98 26/5390 (0.5%)
1 P 0.34 0/4007 0.98 26/5390 (0.5%)
All All 0.34 | 0/64112 | 0.98 | 417/86240 (0.5%)

There are no bond length outliers.

The worst 5 of 417 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 A 424 | GLY | N-CA-C | -9.72 88.81 113.10
1 C 424 | GLY | N-CA-C | -9.72 88.81 113.10
1 E 424 | GLY | N-CA-C | -9.72 88.81 113.10
1 G 424 | GLY | N-CA-C | -9.72 88.81 113.10
1 J 424 | GLY | N-CA-C | -9.72 88.81 113.10

There are no chirality outliers.

There are no planarity outliers.
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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 3982 0 4119 772 0
1 B 3982 0 4119 774 0
1 C 3982 0 4119 773 0
1 D 3982 0 4119 775 0
1 E 3982 0 4119 770 0
1 F 3982 0 4119 774 0
1 G 3982 0 4119 772 0
1 H 3982 0 4119 786 0
1 I 3982 0 4119 782 0
1 J 3982 0 4119 768 0
1 K 3982 0 4119 774 0
1 L 3982 0 4119 773 0
1 M 3982 0 4119 775 0
1 N 3982 0 4119 769 0
1 O 3982 0 4119 775 0
1 P 3982 0 4119 770 0

All All 63712 0 65904 11149 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 86.

The worst 5 of 11149 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:A:144:ALA:HB2 | 1:A:400:ILE:HG13 1.30 1.14
1:P:144:ALA:HB2 | 1:P:400:ILE:HG13 1.30 1.14
1:C:144:ALA:HB2 | 1:C:400:ILE:HG13 1.30 1.14
1:N:144:ALA:HB2 | 1:N:400:1ILE:HG13 1.30 1.13
1:C:277:LYS:HG3 | 1:C:301:GLU:HB3 1.31 1.13

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 530/543 (98%) 365 (69%) | 91 (17%) 74 (14%) |
1 B 530/543 (98%) 364 (69%) | 93 (18%) 73 (14%)

1 C 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 D 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 E 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 F 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 G 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 H 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 I 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 J 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 K 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 L 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 M 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 N 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 ) 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
1 P 530/543 (98%) 365 (69%) | 92 (17%) 73 (14%)
All All 8480/8688 (98%) | 5839 (69%) | 1472 (17%) | 1169 (14%)

5 of 1169 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 5 PRO
1 A 7 VAL
1 A 9 PRO
1 A 12 MET
1 A 45 ASP
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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 427/434 (98%) 333 (78%) 94 (22%)
1 B 427/434 (98%) 331 (78%) 96 (22%)
1 C 427/434 (98%) 332 (78%) 95 (22%)
1 D 427/434 (98%) 332 (78%) 95 (22%)
1 E 427/434 (98%) 332 (78%) 95 (22%)
1 F 427/434 (98%) 332 (78%) 95 (22%)
1 G 427/434 (98%) 332 (78%) 95 (22%)
1 H 427/434 (98%) 332 (78%) 95 (22%)
1 I 427/434 (98%) 332 (78%) 95 (22%)
1 J 427/434 (98%) 333 (78%) 94 (22%)
1 K 427/434 (98%) 332 (78%) 95 (22%)
1 L 427/434 (98%) 333 (78%) 94 (22%)
1 M 427/434 (98%) 332 (78%) 95 (22%)
1 N 427/434 (98%) 333 (78%) 94 (22%)
1 O 427/434 (98%) 332 (78%) 95 (22%)
1 P 427/434 (98%) 333 (78%) 94 (22%)

All All 6832/6944 (98%) | 5316 (78%) | 1516 (22%)

5 of 1516 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type

1 H 110 LEU
1 I 514 ASP
1 O 412 SER
1 H 213 LEU
1 I 47 MET

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 191 such
sidechains are listed below:
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Mol | Chain | Res | Type
1 H 85 GLN
1 I 497 GLN
1 O 468 ASN
1 H 222 GLN
1 I 4 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no 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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