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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 21.40 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 I . 16
Ramachandran outliers ‘I 0 I 3.6%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 125131 1336
Ramachandran outliers 121729 1120

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 1391 43% . 53%
1 B 1391 43% . 53%
1 E 1391 73% - 22%
1 K 1391 73% 5% 22%
1 Q 1391 73% . 22%
1 W 1391 73% 5% 22%
2 C 819 64% 1% 22%
2 I 819 66% 0% - 22%
2 O 819 65% 10% - 22%
2 U 819 66% 0% - 22%
3 D 2012 45% L 49%

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

Mol | Chain | Length Quality of chain
3 P 2012 46% 49%
4 007 35% 16% 9% 5% 34%
4 L 507 35% 16% 9% 5% 34%
4 R 507 35% 16% 9% 5% 34%
4 X 507 36% 16% 9% 5% 34%
d G 599 % 71%
d M 599 17% 7% 71%
d S 599 1 71%
5 Y 599 1 71%
6 H 522 s 11w 68%
6 N 522 s 11w 68%
6 T 522 T 11w 68%
6 7 522 T 11w 68%
7 J 1749 63% 7% - 28%
7 V 1749 64% 7% - 28%
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2  Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 76526 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 Nuclear pore complex protein Nup155.

Mol | Chain | Residues Atoms AltConf | Trace
1 A 650 rggtlzl 19014 6§0 6?0 0 0
1 B 650 ggtlzl 19014 6?0 6(5?0 0 0
1 £ 1083 Eggaél 32(5)0 1(1)\;3 1(%3 0 0
1 K 1083 Eggaél 32000 1(1)\;3 1(%3 0 0
1 Q 1083 Eggaél 32000 1(1)\;3 1(%3 0 0
1 W 1083 Eggaél 3QC()O 1(1)\;3 1(%3 0 0

e Molecule 2 is a protein called Nuclear pore complex protein Nup93.

Mol | Chain | Residues Atoms AltConf | Trace
2 ¢ 636 g‘i;l 18080 61?\}6 626 0 0
2 1 636 g(l)t;;1 18(;30 61?\}6 6(3)6 0 0
2 0 636 g(l)t;él 18080 61?\}6 626 0 0
2 v 636 g(l)t;él 18080 61?\}6 626 0 0

e Molecule 3 is a protein called Nuclear pore complex protein Nup205.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
3 D 1028 5094 3038 1028 1028 0 0
Total C N O
3 P 1028 5094 3038 1028 1028 0 0

e Molecule 4 is a protein called Nucleoporin p54.
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Mol | Chain | Residues Atoms AltConf | Trace
4 K 335 ?ggaél 9§8 32]5 3(;5 0 0
4 L 335 ?gt;él 9§8 31;]5 3(;5 0 0
4 R 335 ngaél 938 32]5 3(;5 0 0
4 X 335 ??52;1 938 3215 3(3)5 0 0
e Molecule 5 is a protein called Nucleoporin p58/p45.
Mol | Chain | Residues Atoms AltConf | Trace
g G I 1;%0; ; 1 5(131 11;11 1?1 0 0
g M n 1;%0; ; 1 5(131 11;11 1?1 0 0
g > tn 1;%0; ; 1 5(131 11;11 1(7)1 0 0
g Y tn 1;%0; ; 1 5(131 11;11 1(7)1 0 0
e Molecule 6 is a protein called Nuclear pore glycoprotein p62.
Mol | Chain | Residues Atoms AltConf | Trace
6 H 169 1;%04?1 5(034 1129 129 0 0
6 N 169 1;%04?1 5(034 1129 129 0 0
6 T 169 1;%04?1 5(034 1129 129 0 0
6 z 169 1;%04?1 5(034 1129 129 0 0
e Molecule 7 is a protein called Nucleoporin NUP188 homolog.
Mol | Chain | Residues Atoms AltConf | Trace
7 J 1256 ggtlzl 37%1 1;\156 1256 0 0
7 v 1256 Eggl 37%1 1;\156 1256 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: Nuclear pore complex protein Nup155
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e Molecule 1: Nuclear pore complex protein Nup155
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e Molecule 1: Nuclear pore complex protein Nup155
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e Molecule 1: Nuclear pore complex protein Nup155

81V

8STh

22%

.
o<} ©
re} ~
7] o

o
Irs)
!

73%
Ig-
2l

©
@
~

I\
I3
<

Chain Q:

€1€S

*

S62S

8.Ltd

09¢s

0€TH

121

L0TS

021
v0cd

961D

¥8vL

Yhbd

[44d1]
Thhd

Ll

L8€T
98€L

08EY

9Led

0Led

€G€S

0GEN

ThEL

[0)7450:8

ceed

oTEY

SGeTa
$9ET1

CGETT
TSETN

9YETH

EYETN

e Molecule 1: Nuclear pore complex protein Nupl155

22%

5%

Chain W:

8STh

9ETR

CETH
T€TD

263
T6d
06d

9.d

8GS

08s

(029

8eY

(441

!EMDataBank

O

R LDWIDE

PROTEIN DATA BANK

W



51JO

69€TS

S9ETD

8GETD

S8ETa
YGETT

Yvvd

TSETT
(471} TSETN
9%ETH

EYETN
€480
0Z€Td

0s8Y
678N

00%S 208h

08.LY

Ll

L8ET

SETTT

TLTITD

0€TH 0LTTS
121

L0TS

<021

CTYEL

(0745’8
1969

wwPDB/EMDataBank EM Map/Model Validation Summary Report

€760

L

e Molecule 2: Nuclear pore complex protein Nup93

016l

S62S

Page 10

22%

11%

64%

Chain C:

T4

(443}

ozl

)
—
5]

©
—
pE}

<+
-
(]

o
—
o

011

© o
[}

0
>

™
B

e
=

T€TL
0ETH

61CS

L1cd

¥ica

6.1a

€L1d

09%4

9GvA
PSPl

34728
L¥%a
ovva

0€%S
62%S

w0%S

cTowN

£8EL

1

89€d

c9oed

SGER
vaex

v0ed
E0EV

T0€1

8.T1

9.eH

[4:tel]

6791

€293

€098
209L

8894
18971

1950

6499a

8ESN

SESK
vea1

T€91
0€SY

j44°L)
€291
[44:)

w09y
€091

L8%D
98%Y4
S8%1

£8%3
(45720

0874

(A4 4
69%L

608V

L081L

008d

$9LY

PGLN

veLd

LTLA

GTLa
$TLh
€TLN

189V

819D
1490
9.9V
G.L94
bL9K

2994
7993

999d
G99V
%998

e Molecule 2: Nuclear pore complex protein Nup93

22%

10%

66%

Chain I:

D E
EMDataBank

Unified Data Resource for J0EM

O R

gPDB

PROTEIN DATA BANK

W



51JO

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 11

61CS

¥1ca

T€Y

8CH

s
€TI
[44)

0ZL
612

91T

v1a

[41}

011
61
84

b

gL

TH

S9%A
PShL

374728
L¥%a
ovva

0E%S
62%S

%0%S

covN

£8EL

L

89¢d

c9ogd

fel=19
bsea

9%€D

i

LOED

S0€1

E0EY

T0€7

€821

6.LCH
821

9.L2H

691

T99d
1993

969d
feiefel §
%998

[4<tel]

6791

€29d

€098
209L

Ll

8893
L89T

1950

6990

Y09y
€091

S8%1

£8%3
{4371
874
08%4

0L%Y
69%L

09%4

608V

Nuclear pore complex prote

L08L

008d

voLY

YALN

veLd

LTLA

e Molecule 2

SgLa
TLh
eTLN

Nup93

m

22%

10%

65%

Chain O

T€Y

8CH

s

€TI
[44]

0ZL
612

91T

xS

[41]

01T
61
83

9D

gL

™

T€TL
0ETH

61CS

L12a

¥ica

6.L10

9GPA
bcian

374728
L¥¥%a
ovva

0E%S
62%S

%0%S

covN

£8EL

1

89€d

cogd

gGex
vaex

i

L0€D
90€d

v0ed
E0EY

10€7T

66CI

8.T1

9.eH

994
1992

969d

€991
T3

6791

€294

€098
209L

3

169D

683N
8893
L89T

1950

63990

[44°)

w09y
€091

S8%1

£8%d
8T
874
08%4

(A4 4
69%L

09%4

608Y

Nup93

L08L

008d

8.Lb
£8.S

8.4

Nuclear pore complex prote

6.L.3

$9LY

PALN

veLd

LTLA

e Molecule 2

GgLa
BTLh
€TLN

6.L91

m

22%

10%

66%

Chain U

T4

8CH

es

€qI
(443}

oL
614

911

xS

[41]

011
61
83

SD

gL

™

T€TL
0ETH

612S

L1cd

vica

6.1d

EMDataBank

Unified Data Resource for 30EM

O

R LDWIDE

PROTEIN DATA BANK

W



51JO

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 12

09%4 €TLN
6.91

6,81
8.8d
T99Y
Y 199" 8zEL 984
$SHL 1 LTEY 1 6991
1 999d 1 5651 1
8k a9y 2D 0991
Ly%a %99S 1
9vva $0EM 1591
2e9b
0% P59V
6278 6591
0% £29a
TOPN £095
1 TO9L
€861 L£98
898 889
z9gY
9SER oLy
»9Ed 693
. 98zl
8ad
LOED 608V
161
650
61
93z
Ertact $GLU
1921 £9HN
oved 1 16LY
8.2 1 9%%1
1819 1
LE%Y
7093
mmmq LTS
9891 o 90LY
HLIL [ |
€87 $SLN ToLd
T8I [ | ..
T894 $eLd
08¥d [ |
1 LTLA . 00%1
0LBY
69%L 9zLE
1 vTLb 1880

it
iaas L
I
-I--
st a5 o
T pe————
-
Erateat i Bsatnt v

45%

Chain D

e Molecule 3: Nuclear pore complex protein Nup205

D E

RLDWI
EMDataBank

O

PROTEIN DATA BANK

W



51JO

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 13

TESTA
TESTE

TSt
TZSTR

G671

SLPTY

L891D
9891d

TLOTD

8991D

99918
S99TA

€9971D

9914

8G9TY

LE9TD

€19TA

0197d

e Molecule 3: Nuclear pore complex protein Nup205

49%

46%

Chain P:

oLy
691

8Gd

TSI

670

6€T

8TEL
LTEV

wTed

Y0eN

98zh

9GTA

bsca

1574
0¥ed

181D

YLIL

9€SA

7691

€GYN

9¥I

LEVY

00%1

6691

06971

L%91

a2

LESS

6481
8.8d

AR

TSLY

1 )

LTLS

90LY

204d

1880

!EMDataBank

O

R LDWIDE

PROTEIN DATA BANK

W



51JO

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 14

ﬂmmﬂm
[44<h 9
TCSTR
0CSTD

Y1871

TIST

|

S6%T1
Y6V TH

88%TD

£87TY
8%TD

SLPTY
YLPTD

0L%TI
69914
96%Ta

9G%Td
244

LYPTL

€99T0

LEITD

69GTD

€9STA

TSSTA

LYGT1

£7ST

0%ST1

CESTA

e Molecule 4: Nucleoporin p54

34%

5%

9%

16%

35%

Chain F:

6672
86T
L6TH

89TN

6%1D
8vIM

i)
711
€710
ovTN

2Ela

00€d

8620

€621

062d

692N

L9zb
99z

+

oy

TSTL
TSTD

6%cd

9%ca
SvTh

1449

Lezh

CTETL
TETH

622D

€221

0geN
612D

124}
i414:4

L0zb
902h

R LDWIDE

!EMDataBank

O

erbDeBe

PROTEIN DATA BANK

W



51JO

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 15

STHa

80%a
L0%E

S6€1
veed
£6€b
26y
T6EI

89€S

+

6vEL
8ved

EYEN
(440}
Tvea

T

ceed
TEER

Ll

LOEI
90€ed
S0ea

€0€D

¥8%a

8%

SL%S

89%Y

Yhbd
4747:)

(0374721
6E%Y

9EPS
SETH

£€%a
TEVN
TEPT

62%D
8THY
LThd

Nucleoporin p54

e Molecule 4

34%

5%

9%

16%

35%

Chain L

4%
54|

(049’8

CeTa

00€d

862l

€6CI

062d

692N

,9zh
99z

Ll

414

24Tl
182D

6%Cd

ovca
SHTA

55749

Le2h

TeTL
T€TH

622D

£2C1

ozen
612D

S1eH
¥icH

L0zh
902h

TP

S1%a

80%3
L0%3

+

6vEL
8%Eh

£YEN
zHed
THed

ceed
TEEN

Ll

LOEI
90€ed
S0€d

£0€D

78%a

8%

S.%S

£L%D

69%h
8971
L9%'T

ast!
f4747:8

(042
6ETY

9EYS
SEPH

Ao cs
CEDN
TEYT

6C%D
8THA
LT%4

Nucleoporin p54

e Molecule 4

34%

5%

9%

16%

35%

Chain R

6673

LBTY

69TI
89TN

6%1D
8YTH

it}
4%
€7D
01N

{4310

00€d

862

€6CI
262h

062d

692N

19zh
99z

Ll

lct4d

182D

6%cd

it
+

felzacs
SYTA

15749

Leeh

CETL
T1€TH

622H

£2T1

0zeN
612D

S1TH
j4%4:8

L0zb
90Zh

1474

ST%a

80%3
L0%3
90%a

6VEL
8¥eD

EVEN
[
1%Ea

Ll

ceed
TeEN

LTEW

[44°9]

61€S
81€d

+

s
H
3
H

%
f
=]
2

R LDWIDE
Unified Data

O

iy
&
&
(¢

4
Z
=
@
<
=
<
a
Z
w
=
o
.
a

W



51JO

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 16

78%a

8%

S.%S

89%M
L9%T
99%H

9EPS
SETH

£€va
CTEYN
TEYT

6C%D

Nucleoporin p54

e Molecule 4

34%

5%

9%

16%

36%

Chain X

89TN

671D
8YTH

S7Th
YT
€71
a3

2eTa

00€d

862l

€6CI

062d

692N

19zh
99z

Ll

414

24eTL
182D

6%cd

ovca
SHTA

5749

Lezh

TETL
T€TH

622D

€221

ozen
612D

S1eH
i414:!

L02h
902h

ST%a

80%d
L0%d

+

6VEL
8ved

EVEN
[4230]
TPed

ceed
TEEN

Ll

LOEI
90€d
S0€a

€0€D

78%a

8%

S.L%S

£.%D

6970
89%Y
L9%'1

bPvd
47474

(044
6ETY

9EVS
SETN

Ao cs
TEVN
TEYT

6C%D
8THY
LTY4

Nucleoporin p58/p45

e Molecule 5

71%

7%

17%

Chain G

8€ed
LEEH

veED
€€€d

TEEL

8CEL

Tel
£ed

67€1T
81€d
L1€d
oTEY

3

(4555’8

YOEN

ToEd

90%I
S0%S

RLDWIDE
EMDataBank

O

PROTEIN DATA BANK

W



51JO

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 17

e Molecule 5: Nucleoporin p58/p45
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4 Experimental information (i)
Property Value Source
Reconstruction method SUBTOMOGRAM AVERAGING Depositor
Imposed symmetry POINT, Not provided Depositor
Number of subtomograms used 8400 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING ONLY Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 3 Depositor
Minimum defocus (nm) Not provided Depositor
Maximum defocus (nm) Not provided Depositor
Magnification Not provided Depositor
Image detector GATAN K2 QUANTUM (4k x 4k) 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).

3.44 83/841 (9.9%) 310 | 110/1174 (9.4%)
3.44 83/841 (9.9%) 310 | 110/1174 (9.4%)
3.44 83,841 (9.9%) 3.09 | 109/1174 (9.3%)
3.44 83,/841 (9.9%) 310 | 110/1174 (9.4%)
0.92 0,/6201 1.20 27/8622 (0.3%)
0.92 0,/6201 1.20 2778622 (0.3%)
1.89 | 1687/76240 (2.1%) | 2.00 | 2548/105862 (2.4%)

. Bond lengths Bond angles
Mol | Chain | 1\ o7 #|Z] >2 RMSZ #|Z| >2

1 A 0.94 0/3195 1.25 10/4421 (0.2%)
1 B 0.94 0/3195 1.25 10/4421 (0.2%)
1 E 0.93 0/5338 1.17 10/7399 (0.1%)
1 K 0.93 0/5338 1.18 10/7399 (0.1%)
1 Q 0.93 0/5338 1.17 10/7399 (0.1%)
1 W 0.93 0/5338 1.17 10/7399 (0.1%)
2 C 1.13 13/3143 (0.4%) 1.44 45/4369 (1.0%)
2 I 1.13 13/3143 (0.4%) 1.44 45/4369 (1.0%)
2 ) 1.13 13/3143 (0.4%) 1.44 45/4369 (1.0%)
2 U 1.13 13/3143 (0.4%) 1.44 45/4369 (1.0%)
3 D 1.22 38/5066 (0.8%) 1.74 122/7020 (1.7%)
3 p 1.22 38/5066 (0.8%) 1.74 121/7020 (1.7%)
4 F 4.14 197/1655 (11.9%) 4.03 272/2302 (11.8%)
4 L 4.14 197/1655 (11.9%) 4.03 272/2302 (11.8%)
4 R 4.14 197/1655 (11.9%) 4.03 272/2302 (11.8%)
4 X 4.14 199/1655 (12.0%) 4.03 273/2302 (11.9%)
5 G 3.95 84/852 (9.9%) 3.81 121/1190 (10.2%)
5 M 3.95 84/852 (9.9%) 3.81 121/1190 (10.2%)
5 S 3.95 84/852 (9.9%) 3.81 121/1190 (10.2%)
> Y 3.95 85/852 (10.0%) 3.81 120/1190 (10.1%)
6 H

6 N

6 T

6 Z

7 J

7 \Y%

All

=

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.

WO RLDWIDE

PROTEIN DATA BANK



http://wwpdb.org/validation/2016/EMValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/EMValidationReportHelp#standard_geometry

Page 25 wwPDB/EMDataBank EM Map/Model Validation Summary Report 51JO
Mol | Chain | #Chirality outliers | #2Planarity outliers
1 A 0 1
1 B 0 1
1 E 0 1
1 K 0 1
1 Q 0 1
1 W 0 1
2 C 1 4
2 I 1 4
2 O 1 4
2 U 1 4
3 D 0 21
3 P 0 20
4 F 10 40
4 L 10 40
4 R 10 40
4 X 10 40
3 G 9 10
d M 9 10
d S 9 10
d Y 9 10
6 H d 5
6 N D 5
6 T D 4
6 V/ D 5
7 J 0 3
7 A% 0 3
All All 100 288

The worst 5 of 1587 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
) S 380 | ILE N-CA | 38.58 2.23 1.46
) M 380 | ILE N-CA | 38.56 2.23 1.46
5 G 380 | ILE N-CA | 38.55 2.23 1.46
5 Y 380 | ILE | N-CA | 38.48 2.23 1.46
5 M 379 | HIS CA-C | 37.09 2.49 1.52

The worst 5 of 2548 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
4 X 452 | ARG | CA-C-N | -39.55 30.19 117.20
4 F 452 | ARG | CA-C-N | -39.54 30.20 117.20
4 R 452 | ARG | CA-C-N | -39.54 30.20 117.20

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

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
4 L 452 | ARG | CA-C-N | -39.53 30.24 117.20
5 G 343 | ALA | CB-CA-C | -36.23 55.76 110.10

5 of 100 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
11 | GLN CA
200 | THR CA
210 | VAL CA
211 | GLU CA
305 | ASP CA

[IENg TN S A )
| =) = =l o

5 of 288 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
259 | SER | Mainchain
259 | SER | Mainchain
GLU | Mainchain
PHE | Mainchain
GLY | Mainchain

po| 0| b = =
Q| Q| Q| | =
~| O &~

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 3214 0 1424 23 0
1 B 3214 0 1424 23 0
1 E 5366 0 2364 o8 0
1 K 5366 0 2360 73 0
1 Q 5366 0 2364 63 0
1 W 5366 0 2364 o6 0
2 C 3152 0 1401 155 0
2 I 3152 0 1406 30 0
2 O 3152 0 1403 88 0
2 U 3152 0 1406 30 0
3 D 5094 0 2272 121 0
3 P 5094 0 2273 7 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 F 1658 0 715 168 0
4 L 1658 0 715 169 0
4 R 1658 0 714 169 0
4 X 1658 0 715 168 0
3 G 853 0 384 o7 0
d M 853 0 384 95 0
d S 853 0 384 95 0
d Y 853 0 384 57 0
6 H 842 0 365 36 0
6 N 842 0 365 39 0
6 T 842 0 365 38 0
6 7 842 0 365 38 0
7 J 6213 0 2770 79 0
7 A% 6213 0 2770 78 0

All All 76526 0 33856 1791 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 16.

The worst 5 of 1791 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)
5:5:366:GLU:CB | 5:S:366:GLU:CA 1.76 1.64
4:F:451:GLU:CA | 4:F:451:GLU:CB 1.77 1.63
6:N:490:GLN:CA | 6:N:490:GLN:CB 1.75 1.62
4:F:454:TYR:CA | 4:F:454:TYR:CB 1.77 1.62
4:X:447:-VAL:CA | 4:X:447:VAL:CB 1.78 1.62

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

entries.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 612,/1391 (44%) 562 (92%) | 38 (6%) | 12 (2%) 9|
1 B 612/1391 (44%) 562 (92%) | 38 (6%) | 12 (2%) 9|
1 E 1027/1391 (74%) | 947 (92%) | 58 (6%) | 22 (2%) 8|
1 K 1027/1391 (74%) | 947 (92%) | 58 (6%) | 22 (2%) 8|
1 Q 1027/1391 (74%) | 947 (92%) | 58 (6%) | 22 (2%) 8
1 % 1027/1391 (74%) | 947 (92%) | 58 (6%) | 22 (2%) 8|
2 C 618/819 (76%) 516 (84%) | 59 (10%) | 43 (7%)
2 I 618/819 (76%) 516 (84%) | 58 (9%) | 44 (7%)
2 o) 618/819 (76%) 516 (84%) | 59 (10%) | 43 (7%)
2 U 618/819 (76%) 516 (84%) | 59 (10%) | 43 (7%) 1
3 D 972/2012 (48%) 899 (92%) | 59 (6%) | 14 (1%)
3 P 972/2012 (48%) 899 (92%) | 59 (6%) | 14 (1%)
4 F 329/507 (65%) 286 (87%) | 21 (6%) | 22 (7%)
4 L 329/507 (65%) 286 (87%) | 21 (6%) | 22 (7%)
4 R 329/507 (65%) 286 (87%) | 21 (6%) | 22 (7%)
4 X 329/507 (65%) 286 (87%) | 21 (6%) | 22 (7%)
5 G 169/599 (28%) 153 (90%) | 10 (6%) | 6 (4%)
5 M 169/599 (28%) 153 (90%) | 11 (6%) | 5 (3%)
5 S 169/599 (28%) 153 (90%) | 11 (6%) | 5 (3%)
5 Y 169/599 (28%) 153 (90%) | 11 (6%) | 5 (3%)
6 H 167/522 (32%) 152 (91%) | 8 (53%) | 7 (4%)
6 N 167/522 (32%) 152 (91%) | 8 (5%) | 7 (4%)
6 T 167/522 (32%) 152 (91%) | 8 (6%) | 7 (4%)
6 Z 167/522 (32%) 152 (91%) | 8 (5%) | 7 (4%)
7 J 1232/1749 (70%) | 1111 (90%) | 75 (6%) | 46 (4%)
7 Y% 1232/1749 (70%) | 1111 (90%) | 75 (6%) | 46 (4%)
All | ALl | 14872/25656 (58%) | 13360 (90%) | 970 (6%) | 542 (4%)

5 of 542 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A [332] ARG
1 A [ 43| LYS
1 A 543 | GLN

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 A 802 GLN
1 B 332 ARG

5.3.2 Protein sidechains ()

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

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)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
4 X 6
4 R 6
4 L 6
4 F 6
5 G 3

Continued on next page...
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Continued from previous page...
Mol | Chain | Number of breaks
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The worst 5 of 60 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 C 483:GLU C 484: ARG N 4.02
1 I 483:GLU C 484: ARG N 4.02
1 O 483:GLU C 484: ARG N 4.02
1 U 483:GLU C 484:ARG N 4.02
1 C 447:ASP C 448'TYR N 3.63
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