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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 8.20 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 | - 25
Ramachandran outliers NN I D 1.7%
Sidechain outliers 0 W 11.8%

Worse Better
0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric 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 547 62% 27% 6% -
1 B b47 62% 27% 6% -
1 C 547 62% 27% 6%
1 D 547 63% 26% 6% -
1 E 547 62% 27% 6% -
1 F 547 63% 27% 6% -
1 G 547 62% 27% 6% -
1 H 547 56% 32% 5% = 6%
1 I 547 55% 33% 5% = 6%

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

Mol | Chain | Length Quality of chain
1 J 547 55% 33% 5% - 6%
1 K 047 55% 32% 6% - 6%
1 L 547 55% 33% 5% - 6%
1 M b47 55% 33% To% - 6%
1 N b47 55% 33% 5% - 6%
2 O 111 47% 27% 25%
2 P 111 47% 26% 25%
2 Q 111 47% 26% 25%
2 R 111 45% 28% 25%
2 S 111 45% 29% 25%
2 T 111 45% 29% 25%
2 U 111 45% 29% 25%

WO RLDWIDE

PROTEIN DATA BANK

Unified Data Resource for J0EM



Page 4 wwPDB/EMDataBank EM Map/Model Validation Summary Report 2CGT

2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 57953 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 60 KDA GROEL.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 524 3855 2397 665 773 20 0 0

Total C N O S
1 B 524 3855 2397 665 773 20 0 0

Total C N O S
1 C 524 3855 2397 665 773 20 0 0

Total C N 0O S
1 b 524 3855 2397 665 773 20 0 0

Total C N O S
1 b 524 3855 2397 665 773 20 0 0

Total C N O S
1 K 524 3855 2397 665 773 20 0 0

Total C N 0O S
1 G 524 3855 2397 665 773 20 0 0

Total C N 0O S
1 H 515 3783 2354 656 753 20 0 0

Total C N O S
1 I 515 3783 2354 656 753 20 0 0

Total C N O S
1 J o1 3783 2354 656 7b3 20 0 0

Total C N O S
1 K o135 3783 2354 656 7H3 20 0 0

Total C N O S
1 L o15 3783 2354 656 7H3 20 0 0

Total C N @) S
1 M o15 3783 2354 656 7H3 20 0 0

Total C N O S
1 N o1 3783 2354 656 7H3 20 0 0

e Molecule 2 is a protein called CAPSID ASSEMBLY PROTEIN GP31.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 O 83 641 417 106 114 4 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 P 83 T604t lal 4(1]7 11§6 1(1)4 ZSI 0 0
2 Q 83 T604t lal 4(1]7 11§6 1(1)4 ZSI 0 0
2 R 83 T604t lal 4(1]7 11§6 1(1)4 ZSI 0 0
2 3 83 T604t lal 4(1]7 11§6 1C1)4 ZSI 0 0
2 1 83 T604t lal 4?7 11§6 1C1)4 ZSI 0 0
2 v 83 T604t 1al 4?7 118]6 1(1)4 i 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: 60 KDA GROEL
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60 KDA GROEL
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60 KDA GROEL

e Molecule 1

6%

5% o

33%

55%

re} ~
N N
II = II=> IIII

Chain J

7071
€0TD

00TI

L60

G961
76A
€6L
1434

06L

180

8Ly

LLA
9LE

voa
€93

-

€S
(424

9

ven

TeT

€T1

o
2l
=

[
I3
=

9T

€14

T1a

9A

810

087D
6.1a
8LT4

9LTL
SLTI

€LTD
cLTd
TLTH

69TA
89T

99TH

votH

1971

6STD
8GTA
LSTL
9613

Y318

4344
1918
0STI
6%TL

LYTA

SYIV

8T1TH

ST1d

0TTd
60TV

8¢y
€8ca

6.2d

LLTH
9.LTA

€LTA
cLTH

0.2I

efetdc

€6ea

621
821

1

ge€ed
veTT
E€ETH
{434

0€TI

8TTs
LTTI

b.LED

TLEX

v9eN

SPeY

£7Eh

9EEN

bEEQ
€EET

62EL

L

443

[44:%S

98¢
G8TH

29%d
To%3

SSTA

€60

8¥va
LYYH

4!

TP

9E¥D

EEPN

+

(44728

(4728

2520

(d54]

80%2
LO¥A
907V

4
£0%L
20%Y

L

00%1
66EY

96EA

€c8a

0ZSH

9181
STSI

€191
218D
TISY

96%d

60 KDA GROEL

T67H

88%NH
L8YN

LLYD

LIPN

e Molecule 1

S97A
25708
£€9%S

6%

6%

32%

55%

10 © I~
NN

Chain K

7011
€0TD

0071
L60
S61
$6A

€6L
1434

06L

180

8LV

LLA
9L3

voa
€93

i

€%S
(424

9gYH

veu

TeT

€Tl

o
o
=

[
I
=

9T

€14

T1a

9A

810

081D
6.10
8LTH

9LTL
SLTI

€L1D

TLIA

69TA
89T

99T

o182

1911

631D
89TA
LSTL
98T1d

%918

1

443
1818
08TI
6%TL

LYTA

SYIV

8TTY

STTa

011D
60TV

78Ty
£8ca

6.2d

LLTH
9.CA

€.LCA
cLTH

021

eletdc

€482a

6921
81

ge€ed
veTT
€E€TH
{44

0€TI

82Ts
221

S8EL

E8EV

T8€A
08eN

9LEA

v.LED

TLEM

v9EN

SYEY

£7ED

9EEN

veea
EEET

6ZEL

1

ween

0ZeY

j42°9)
€IEL

ored
60€T

voex

062l

98¢
982H

%78
£9%S
°9%d
19%2

SGPA

]

8vva
LYTW

1

134728

9ePh

EEVN

+

{447

0Z%1

450

0T%D

80%3
LO%A
907V

A0S
€0%L
{494

00%1
66EY

98€d

€28a

0TS

9TSL
STSI

€191
218D

96%d

T6%H

88%H
L8¥N

LLYD

LIPN

S97A

—
=
©)
oet
O
<
]
e
o
D

e Molecule 1

6%

5% o

33%

55%

0 ~
I o
a =

Chain L

7011
€0TD

0071

L60

G6'1
¥6A

6V

06L

180

8LV

LLA
9.3

voa
€93

i

veA

TeT

€e1

€14

L Ll
«® © -
- = [=]

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



20GT

810

081D
6.1a
8L13

9LTL
SLTI

€L1D
(RS
TLIA

69TA
89T

99TH

912

7911

6G1D
89TA
LSTL
9913

Y818

1

[4ia )
1818
0871
6711

LYTA

SPIV

wwPDB/EMDataBank EM Map/Model Validation Summary Report

8TTY

ST1a

0T1d
60TV

Page 11

£8ca

6.2d

LLTY
9.LTA

€LTA
TLTH

021

eietdc

€92a

6%CI
8%¢1

gg€ed
veTT
E€ETH
[4x4cs

0€TI

8TTs
L2TI

L1128

vica

012l

861D

+

61h
€6TH
261D
1614
06TA

8810a
L8117

£8EV

T8EA
08eY

9LEA

v.eD

TLEX

Y9EN

SYEY

£7ED

9EEN

veea
EEEI

6CEL

1

wTen

0TEY

¥1€1
€IEL

01€d
60€T

voex

0620

88TH

98T
98TH
8Ty

£9%S
°9%d
T9%H

SG7A

]

8vva
LYYW

91

157472}

97l

EEPN

+

TTHA

0Z¥%1

j450)

0T%D

80%3
LO%A
90%V

Yoy
€0%L
[dvi4 )

+

00%1
66EV

98€d
g98€L

€28a

0ZGW

9TSL
S1SI

€191
c18d
T1SY

96%d

60 KDA GROEL

T6YH

88%IW
L8N

LL%D

LOWN

e Molecule 1

S9%A
wovA

. 6%

6%

33%

55%

0 ~
I o
a =

Chain M
- = (=]

7071
€07D

007I

9LE

voa
€98

o

1

€%S
(4728

9EY

veA

11

€21
CTA

9T

€14

810

081D
6.1a
8.L13

9LTL
GLTL

€L1D

TLIA

69TA
89T)

99TH

912

7911

6G1D
89TA
LSTL
9814

%818

[4ha
1818
0G8TI
6711

LPTA

SPIV

8TTY

ST1a

011D
60TV

£8ca

6.2d

LLTY
9LTA

€LTA
TLTY

0.21

ejotdc

€92a

6921
8%¢1

gg€cd
veTT
E€ETH
{44

0€TI

8TTs
pX4a)

L12S

vica

01Tl

861D

+

61h
€6TH
2619
1614
06TA

8810a
1811

£8EY

T8EA
08y

9LEA

vLeD

TLEX

Y9EN

SheY

£%eb

9EEN

veea
€E€EI

6CEL

1

vTen

0ZeY

1€l
€IEL

0t1ed
60€T

v0ed

0620

98T
S8TH
8Ty

£9%S
°9%d
1972

SGPA

€890

8vva
LYTH

91

15742

9ePD

EEPN

+

ZTHA

0Z¥%1

i34

0T%D

80%2
LO%A
90%V

Yoy
€0%L
[4oid )

00%1
66EV

98€d
G8EL

£€29a

0ZSKH

9TGL
ST6I

€191

T18D
TISY

€08V
T0ss

96%d

60 KDA GROEL

167N

88%IW
L8N

LL%D

LOPN

e Molecule 1

S9%A
wovA

6%

5% o

33%

55%

e} ~
N o
a =

Chain N
< = (=}

7071
€0TD

00TI
L60
G671
61

€6L
[434

06L

180

8.LY

LLA
9L8

¥oa
€938

o

1

€%S
(4728

98y

wex

1€1

€21
CTA

9T

€14

810

0819
6.1a
8L13

9LTL
SLTI

€L1D
cL1d
TLTY

69TA
89T

99T

vo1H

1971

651D
8GTA
LSTL
9613

%318

4384
1918
0STI
6Y1L

LYTA

STIV

8114

ST1d

0T1d
60TV

£8ca

6.2d

LLTY
9.LTA

€LTA
TLTH

0LTI

eotacy

€92a

6%CI
8%¢1

g€cd
veTT
€ETH
[434cS

0TI

8TTS
LTI

L7128

vica

01Tl

861D

4

6Th
€6TH
2619
1678
06TA

8810a
L1811

£8EY

T8EA
08eY

9LEN

bLED

TLEX

v9eN

SPeY

£%Eb

9EEN

vEEa
€EEI

62EL

1

bcen

ocey

v1e1
€1€L

ored
6081

v0ed

0620

98T
G8TH
8y

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



20GT

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 12

£9%S
29%d
TovE

SS7A

€570

8vva
LYPH

4!

1342

9E7D

EEPN

+

ZTHA
j144°S
0Z%1

e Molecule 2: CAPSID ASSEMBLY PROTEIN GP31

25%

27%

o
47%

Chain O:

S8V

€84
28d
T8H
08d

LLY

Tld

0LS

891

TSA

871

e Molecule 2: CAPSID ASSEMBLY PROTEIN GP31

o
47%

25%

.o

26%

Chain P:

S8V

€84
28d
T8H
08d

LLY

TLd

0LS

891

TSA

87T

LTI

o ~ O mm
0 © N~ © el
oo 4adm Mo >

0 o
0 ©
II.J = III-

e Molecule 2: CAPSID ASSEMBLY PROTEIN GP31

0TTA

80710
L0Td
90TI

YOI

COTH

<
)
=1

©
©
a

25%

26%

47%

S8Y

€84
28d
T8H
08d

LLY

cLd

0LS

891

18A

87T

OTTA

801D
L01d
9071

$0TY

CO0TH

761

-

683
88T

e Molecule 2: CAPSID ASSEMBLY PROTEIN GP31

98T

25%

28%

45%

28d

cLd

0.8

89T

18A

8%'1

0TTX

801D
L01d
9071

Y0TA

COTH

761

-

683
88T

e Molecule 2: CAPSID ASSEMBLY PROTEIN GP31

98T
S8y

25%

29%

45%

¢8d

cLd

0.S

89T

18A

8%'1

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



20GT

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 13

e Molecule 2: CAPSID ASSEMBLY PROTEIN GP31

S8y

25%

29%

45%

28d

2ld

0LS

891

TSA

8%1

e Molecule 2: CAPSID ASSEMBLY PROTEIN GP31

i

25%

29%

45%

28d

2TlLd

0LS

891

TSA

8%1

S8y

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for 30EM



Page 14 wwPDB/EMDataBank EM Map/Model Validation Summary Report 2CGT

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, D7 Depositor
Number of particles used 10300 Depositor
Resolution determination method | Not provided Depositor
CTF correction method FULL CORRECTION ON 2D CLASS AV- | Depositor

ERAGES

Microscope FEI TECNAI F20 Depositor
Voltage (kV) 200 Depositor
Electron dose (e‘/AQ) 15 Depositor
Minimum defocus (nm) 1300 Depositor
Maximum defocus (nm) 3300 Depositor
Magnification 50000 Depositor
Image detector KODAK SO-163 FILM 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 | 1 o7 #|Z| >2 RMSZ #|Z| >2
1 A 1.07 3/3882 (0.1%) 1.23 27/5240 (0.5%)
1 B 1.07 3/3882 (0.1%) 1.23 27/5240 (0.5%)
1 C 1.07 3/3882 (0.1%) 1.23 27/5240 (0.5%)
1 D 1.07 3/3882 (0.1%) 1.23 27/5240 (0.5%)
1 E 1.07 3/3882 (0.1%) 1.23 27/5240 (0.5%)
1 F 1.07 3/3882 (0.1%) 1.23 27/5240 (0.5%)
1 G 1.07 3/3882 (0.1%) 1.23 27/5240 (0.5%)
1 H 0.68 1/3806 (0.0%) 1.04 15/5130 (0.3%)
1 I 0.69 1/3806 (0.0%) 1.04 15/5130 (0.3%)
1 J 0.69 1/3806 (0.0%) 1.04 15/5130 (0.3%)
1 K 0.69 1/3806 (0.0%) 1.04 15/5130 (0.3%)
1 L 0.69 1/3806 (0.0%) 1.04 15/5130 (0.3%)
1 M 0.69 1/3806 (0.0%) 1.04 15/5130 (0.3%)
1 N 0.69 1/3806 (0.0%) 1.04 15/5130 (0.3%)
2 O 0.59 0/657 0.79 1/894 (0.1%)
2 P 0.59 0/657 0.79 1/894 (0.1%)
2 Q 0.59 0/657 0.79 1/894 (0.1%)
2 R 0.59 0/657 0.79 1/894 (0.1%)
2 S 0.59 0/657 0.79 1/894 (0.1%)
2 T 0.59 0/657 0.79 1/894 (0.1%)
2 U 0.59 0/657 0.79 1/894 (0.1%)
All All 0.88 | 28/58415 (0.0%) | 1.12 | 301/78848 (0.4%)

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
1 B 0 1
1 C 0 1
1 D 0 1

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 E 0 1
1 F 0 1
1 G 0 1
1 H 0 1
1 I 0 1
1 J 0 1
1 K 0 1
1 L 0 1
1 M 0 1
1 N 0 1

All All 0 14

The worst 5 of 28 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 F 191 | GLU C-N -42.62 0.56 1.33
1 A 191 | GLU C-N -42.60 0.56 1.33
1 C 191 | GLU C-N -42.60 0.56 1.33
1 B 191 | GLU C-N -42.60 0.56 1.33
1 D 191 | GLU C-N -42.59 0.56 1.33

The worst 5 of 301 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 H 373 | ALA | O-C-N | -33.61 66.06 123.20
1 J 373 | ALA | O-C-N | -33.61 66.06 123.20
1 N 373 | ALA | O-C-N | -33.61 66.06 123.20
1 K 373 | ALA | O-C-N | -33.60 66.07 123.20
1 L 373 | ALA | O-C-N | -33.60 66.07 123.20

There are no chirality outliers.

5 of 14 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 191 | GLU | Mainchain
1 B 191 | GLU | Mainchain
1 C 191 | GLU | Mainchain
1 D 191 | GLU | Mainchain
1 E 191 | GLU | Mainchain

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 3855 0 3971 193 0
1 B 3855 0 3971 194 0
1 C 3855 0 3971 197 0
1 D 3855 0 3971 189 0
1 E 3855 0 3971 199 0
1 F 3855 0 3971 196 0
1 G 3855 0 3971 198 0
1 H 3783 0 3916 226 0
1 I 3783 0 3916 233 0
1 J 3783 0 3916 229 0
1 K 3783 0 3916 234 0
1 L 3783 0 3916 228 0
1 M 3783 0 3916 236 0
1 N 3783 0 3916 234 0
2 O 641 0 652 60 0
2 P 641 0 652 61 0
2 Q 641 0 652 61 0
2 R 641 0 652 61 0
2 S 641 0 652 60 0
2 T 641 0 652 60 0
2 U 641 0 652 61 0

All All 57953 0 29773 2885 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 25.

The worst 5 of 2885 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:L:138:CYS:CB | 1:L:410:GLY:HA2 1.38 1.52
1:K:138:CYS:CB | 1:K:410:GLY:HA2 1.38 1.51
1:N:138:CYS:CB | 1:N:410:GLY:HA2 1.38 1.51
1:M:138:CYS:CB | 1:M:410:GLY:HA2 1.38 1.50
1:H:138:CYS:CB | 1:H:410:GLY:HA2 1.38 1.49
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There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

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 520/547 (95%) | 483 (93%) | 31 (6%) | 6 (1%) 15| 57

1 B 520/547 (95%) | 483 (93%) | 31 (6%) | 6 (1%) 15| 57

1 C 520/547 (95%) | 483 (93%) | 31 (6%) | 6 (1%) 15| 57

1 D 520/547 (95%) | 483 (93%) | 31 (6%) | 6 (1%) 15| 57

1 E 520/547 (95%) | 483 (93%) | 31 (6%) | 6 (1%) 15| 57

1 F 520/547 (95%) | 483 (93%) | 31 (6%) | 6 (1%) 15| 57

1 G 520/547 (95%) | 483 (93%) | 31 (6%) | 6 (1%) 15| 57

1 H 505/547 (92%) | 447 (88%) | 45 (9%) | 13 (3%) 6] 40

1 I 505/547 (92%) | 447 (88%) | 45 (9%) | 13 (3%) 6 40

1 J 505/547 (92%) | 447 (88%) | 45 (9%) | 13 (3%) 6 40

1 K 505/547 (92%) | 447 (88%) | 45 (9%) | 13 (3%) 6 40

1 L 505/547 (92%) | 447 (88%) | 45 (9%) | 13 (3%) 6 40

1 M 505/547 (92%) | 447 (88%) | 45 (9%) | 13 (3%) 6|

1 N 505/547 (92%) | 447 (88%) | 45 (9%) | 13 (3%) 6|

2 O 79/111 (71%) 76 (96%) | 3 (4%) 0

2 P 79/111 (71%) 76 (96%) | 3 (4%) 0

2 Q 79/111 (71%) 76 (96%) | 3 (4%) 0

2 R 79/111 (71%) 76 (96%) | 3 (4%) 0

2 S 79/111 (71%) 76 (96%) | 3 (4%) 0

2 T 79/111 (71%) 76 (96%) | 3 (4%) 0

2 U 79/111 (71%) 76 (96%) | 3 (4%) 0

All | Al | 7728/8435 (92%) | 7042 (91%) | 553 (7%) | 133 (2%) | 15| 50
PDB
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5 of 133 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 44 PHE
1 A 137 PRO
1 A 337 GLY
1 B 44 PHE
1 B 137 PRO

5.3.2 Protein sidechains (1)

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

entries.

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 404/414 (98%) | 352 (87%) 25
1 B 404/414 (98%) | 352 (87%) ( 25
1 C 404/414 (98%) | 352 (87%) ( 25
1 D 404/414 (98%) | 352 (87%) ( 25
1 E 404/414 (98%) | 352 (87%) ( 25
1 F 404/414 (98%) | 352 (87%) ( 25
1 G 404/414 (98%) | 352 (87%) ( 25
1 H 396/414 (96%) | 347 (88%) ( 26
1 I 396/414 (96%) | 347 (88%) ( 26
1 J 396/414 (96%) | 347 (88%) ( 26
1 K 396/414 (96%) | 347 (88%) ( 26
1 L 396/414 (96%) | 347 (88%) ( 26
1 M 396/414 (96%) | 347 (88%) ( 26
1 N 396/414 (96%) | 347 (88%) ( 26
2 o) 73/96 (76%) 71 (97%) 2 (3%) 50 |74
2 P 73/96 (76%) 71 (97%) 2 (3%) 50 74
2 Q 73/96 (76%) 71 (97%) 2 (3%) 50 |74
2 R 73/96 (76%) 71 (97%) 2 (3%) 50 |74
2 S 73/96 (76%) 71 (97%) 2 (3%) 50 |74

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles

2 T 73/96 (76%) 71(97%) | 2 (3%) 50 | 74
2 U 73/96 (76%) 71(97%) | 2 (3%) 50 74
All | AL | 6111/6468 (94%) | 5390 (88%) | 721 (12%) | [10] 27

5 of 721 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 147 VAL
1 H 422 VAL
1 N 74 VAL
1 G 225 LYS
1 H 23 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 152 such
sidechains are listed below:

Mol | Chain | Res | Type
1 I 97 GLN
1 146 GLN
2 S 81 HIS
1 I 153 ASN
1 J 146 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.
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

<
)

Chain | Number of breaks

= o> Ranl Pl K@l vel sl Res| ReM R wi S Ko

[y QY SRS [y [y Sy Sy Uy Y EITY pSY Sy Y =
O W[ W[ W[ W W W[ W[ W| W W | w|w

The worst 5 of 42 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 H 409:GLU C 410:GLY N 4.21
1 I 409:GLU C 410:GLY N 4.21
1 J 409:GLU C 410:GLY N 4.21
1 K 409:GLU C 410:GLY N 4.21
1 L 409:GLU C 410:GLY N 4.21

WO RLDWIDE

PROTEIN DATA BANK

{8 EMDataBank



http://wwpdb.org/validation/2016/EMValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/EMValidationReportHelp#polymer_linkage

	Overall quality at a glance i
	Entry composition i
	Residue-property plots i
	Experimental information i
	Model quality i
	Standard geometry i
	Too-close contacts i
	Torsion angles i
	Protein backbone i
	Protein sidechains i
	RNA i

	Non-standard residues in protein, DNA, RNA chains i
	Carbohydrates i
	Ligand geometry i
	Other polymers i
	Polymer linkage issues i


