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The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467

Percentile statistics : 20171227.v01 (using entries in the PDB archive December 27th 2017)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.8
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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 2.60 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 - . 7
Ramachandran outliers I 0
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 136327 1886
Ramachandran outliers 132723 1663
Sidechain outliers 132532 1531

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the map. 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 respectively.
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 560 20% 7% 73%
1 B 560 % 8% 73%
1 C 560 20% 7% 73%
1 D 560 20% 7% 73%
1 E 560 21% 6% 73%
1 F 560 21% 6% 73%
1 G 560 20% 7% 73%
1 H 560 20% 7% 73%
1 I 560 21% 6% 73%

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

Mol | Chain | Length Quality of chain
1 J 560 21% 6% 73%
1 K 560 22% 5% 73%
1 L 560 21% 6% 73%
1 M 560 20% 7% 73%
1 N 560 21% 6% 73%
1 O 560 20% 7% 73%
1 P 560 20% 7% 73%
1 Q 560 21% 6% 73%
1 R 560 21% 6% 73%
1 S 560 21% 6% 73%
1 T 560 21% 6% 73%
1 U 560 21% 6% 73%
1 \Y 560 21% 6% 73%
1 W 560 21% 6% 73%
1 X 560 20% 7% 73%
1 Y 560 20% 7% 73%
1 y/ 560 21% 6% 73%
1 560 27% 73%
1 b 560 27% 73%
1 ¢ 560 27% 73%
1 d 560 27% 73%
1 e 560 27% 73%
1 f 560 27% 73%
1 g 560 27% 73%




Page 4 Full wwPDB EM Model Validation Report 6SD1

2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 39369 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 Flagellar M-ring protein.

Mol | Chain | Residues Atoms AltConf | Trace
1 A 151 ?(ig?’)l 7?6 21;13 251)1 2 0 0
1 B 1ol ?ift)?’)l 736 21;13 251)1 2 0 0
1 ¢ 1ol ??;Zl 726 21;13 2(21 2 0 0
1 b 1ol ?ift)zl 726 21;13 221 2 0 0
1 b 1ol ??St)zl 726 21;13 2(21 2 0 0
1 K 1ol ?ig;l 726 21;3 2(21 2 0 0
1 G 1ol ?ig?’)l 726 21;13 221 2 0 0
1 H 1ol ?ig 7(;6 21;13 221 2 0 0
1 ! 1ol ’f(ig&;’)l 7(;6 21;13 221 2 0 ¥
1 J 1ol ’f(ift)?’)l 736 2213 221 g 0 0
1 K 1ol ilr(ig?’)l 7(236 2213 251)1 g 0 0
1 L 1ol ?(ig;)l 736 2213 251)1 § 0 0
1 M 1ol qu(ig;l 7(236 21;]3 251)1 2 0 0
1 N 1ol 111(1);2;31 7(2]6 21;13 221 g 0 0
1 0 1ol 111(1)1;?%1 7(2}6 21;3 221 2 0 0
1 P 1ol Ilji)g?’)l 7(2]6 21;]3 221 2 0 0
1 Q 1ol 111(1)29?%1 7(236 21;]3 221 2 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
1 R 1ol ?ist)zl 736 21;13 221 g 0 0
1 S 151 ?f?%l 726 21;13 221 g 0 0
1 T 1ol ?5531 7(;6 21;3 221 2 0 0
! v 1ol ?1);21 726 21;3 251)1 2 0 0
1 v 1ol ﬁg 7(;6 21;3 221 2 0 0
1 w 1ol ?5531 7(;6 2213 221 g 0 0
! X 1ol ?ig;l 736 21;I3 221 g 0 0
1 Y 1ol ?itg?l 7(236 21;I3 221 g 0 0
1 z 1ol %g 736 21;]3 251)1 g 0 0
1 & 1ol f(itg? 7(236 21;3 251)1 2 0 0
1 b 1ol ?(1);21 7(236 21;]3 221 2 0 0
1 ¢ 1ol ?(1);31 7(2]6 21;]3 221 2 0 0
1 d 1ol %g;l 7(236 2213 221 2 0 0
1 ¢ 1ol ??531 7(236 21;3 221 2 0 0
! f 1ol fﬁtg?),l 736 21;]3 221 g 0 0
1 & 1ol ?ig?sl 726 21;13 221 § 0 0
grbB
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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: Flagellar M-ring protein

Chain A: 20% 7% 73%

e Molecule 1: Flagellar M-ring protein

. —
Chain B: 19% 8% 73%


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#residue_plots

65SD1

Full wwPDB EM Model Validation Report

Page 7

£EVA [ |
TEVA 192N
| |
zThd 852D
L e |
0Z7I 5528 £E7A
| etny ZEVA
819 TEPN
Phast | |
| othL zehd
191 L Tewd
¥1%Q 0Z7I
| L ey
oTPY 8T¥E
| L174
L0%a [ otvL |
90wV ST
S0%L | |
$07'T 80%h
| eovd |
2071 S0%L
R
m
~
p6€)
€684
nm.mz
681 = £6€4
88gy &) z6EN
L8 m ||
98gs b 68€A
[ | o)) 88EY
9,83 1880
[ | mo 9ges
9624 €184 =t [}
| clel T ° €64
€621 [ | M W ZLEI
z6TL z9ed | |
| [ Teen | z9ed
632S 09gY =
A >
182a =0
. R
08z I
1 B~
9.2 ..
ko't —
| < | slel
1921 = .. 1120
| 8 @) [ ouea
$92Y 2 SN
] S B ]
192N 9gvd M o] 1921
| | sers = [ o9z l
852D YEPN ) O 3920

73%
RLDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

7%

20%

e Molecule 1: Flagellar M-ring protein

Chain D:



65SD1

Full wwPDB EM Model Validation Report

Page 8

al

T9N

852H

9vzh

9624

€621

6828

182a

08T

SLTY

1921

9€Vd

YETN
EEPA
(457N

{447

[147)

81¥%d
L19Y

STPT

0%

SOPL
70¥'1

20%T

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain E:

¥ocy

T9CN

852D

oveh

962y

€621
z6CL

68CS

18c2a

0823

S.LTH

921

9€Vd

YEYN
€evA
{457\

cevd

(472

81vd
L1974

STPT

70¥1T

20%1

veen
€6€X
26EN

68EN
88V
L8EN
98€S
08€D

eLed
CLeT

29€d

09ey

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain F:

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 9

al

T9N

852H

9vzh

TETN

9624

€621
[4AN

6828

18za

28TA

08T

SLTY

1921

9€Vd

YETN
EEVA
CTETA
TEYN

[447£8

[47)

81vd
L1194

STPT

(0]572:8

Y0¥

€6€X
26EN

68€EN
88EY
L8EN
98€S
CLET

29€d

09¢€Y

e Molecule 1: Flagellar M-ring protein

w—
73%

7%

20%

Chain G:

852D
¥ses
05za
oveh

TETN

9624

€621
[41A%

68CS

18¢a

T8TA

0823

L9TL

wocy

T9CN

9€¥d

YEVN
EEVA
CEVA
TEVN

2chd

0ZHI

81¥d
L1749

ST91

(015728

L0%Q

SOPL
70¥1

e Molecule 1: Flagellar M-ring protein

73%

7%

20%

Chain H:

O

R LDWIDE
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 10

al

T9zN

852H

9%zh

c¢eTa

9624

€621
[4TAN

6828

18za

08cd

SLTH

Tlza

1921

e Molecule 1: Flagellar M-ring protein

—
73%

6%

21%

Chain I:

85TH

¥ses

(ofsacs

oveh

9624

€621

68CS

182a

[4:198

08z

S.LTH

921l

79TV

T9ZN

9€Vd

YETN
EEVA
{457\

{4472

(470

81vd
L1974

STPT

Y0¥

€6€4

68€N
88V
L8EN
98€S

€LEY
CTLET

29€d

09¢ey

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain J:

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 11

852D

¥scs

(olstact

9624

€621

08cd

SLTH

1921

9TV

T9ZN

9€vd

TETN
EETA
(4378
TEVN

(447

(4758

81vd
PAS L
9TvL

(5728

€6€X
26EN

68EA
88EY
L8EA
98€S

eLed

e Molecule 1: Flagellar M-ring protein

73%

5%

22%

Chain K:

L921L

¥scs

STl

(ofsact

9624

€621

08ca

S.LTH

9€vd

YETN

TEVA

2Thd

(4718

81vd
L1%4

STPT

(015728

L0%a

S0%L
Y0¥

€6€X
TBEN

68EA
88€EY
L8EA
98€s

€LeY
cLET

29ed

09ed

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain L:

R LDWIDE

O
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 12

S92b

al

T9zZN

852H

9624

€621
[TAN

08cd

SLTH

Tlza

1921

EETA
(4378
TEYN

(447

(478

81vd
L1794

ST¥1

€6EX
26EN

68€EA
88EY
L8EA
98€S

€8€4

e Molecule 1: Flagellar M-ring protein

73%

7%

20%

Chain M:

85TH

¥ses

(ofsacs

oveh

ToES

9624
9628

€621

T8TA

08z
6,23

921l

79TV

T9ZN

9€Vd

TEVN
EEVA
CEVA

oThd

(147§

81¥d
L1749

ST91
807D

SOPL
70v'1

€6€4
T6EN

68EA
88V
L8EN
98€S

€LeY
cLET

S9EN
29€d

09¢ey
63ed

e Molecule 1: Flagellar M-ring protein

O

R LDWIDE
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 13

w—
73%

6%

21%

Chain N

24

T9CN

8SZH

oveh

962y

€621
T6TL

08z
6,23

2120

S.LTH

1,921

0TV

81vd
L1974

STPT

Y0vT

{40748

1m

ng prote

. Flagellar M-ri

e Molecule 1

73%

7%

20%

Chain O

852D

¥5cs

ostace

Eizd}

262l

[4:10%

08z

S.ei

Tlea

L9921

9Ty

T9ZN

9€Vd

PEVN
EEVA
CEVA

(4474

(14778

8T¥d
L1949

ST91

80%h

SO¥L

€6EL

68EA
88€EY
L8EN
98€S

£8€d
€L€4
CTLET
TLEL

29€d

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB EM Model Validation Report 65D1

Page 14

e Molecule 1: Flagellar M-ring protein

73%

7%

20%

Chain P:

T92ZN

852D

¢seI

9%2h

T0€S

9624

€621

68CS

L8za

[4:10%

08cd
6,24

S.LTH

1921

vocy

€6€R
26EN

68EA
88EV
L8EA
98€S

€L8Y
CTLET

29€d

09€Yd
6SEd

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain Q:

mhmx
thH

mwua
wwu<

wwma

mmwm
mmmq
mwum
hwun
mwum

owNm

R LDWIDE

O
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 15

9EVd

YETN
EEVA
(45378

[44L8

(0478

81vd
L7194
9T¥L
STP1

(0157208

8070

SO%L
70%1

€6EX

06EA
68EA
88eY
L8EA
98€S

€Led
CLeT

69ed

29€d

09€d

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain R:

T9ZN

852H

e¢seI

ovzh

962

€621
26Tl

08T

S.LTy

1921

vocv

9€vd

YETN
EETA
TETA
TEVN

cThd

(4718

81vd
L1%4

STPT

Y0%1

€6€X
TBEN

68EN
88EY
L8EN
98€s

eLed
CTLET

29€d

09eY

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain S:

592h
¥ocy

T92N
8G2ZH

oveh

9624

€621

68CS

182a

T8TA

S.LTH

1,921

O

R LDWIDE
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 16

9€%d

TETN
EETA
CEVA
TEVN

(447

(0471

81vd
LT%Y

ST¥1

70%1

(40748

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain T:

852D

vscs

(ofstacs

ovzh

9624

€621

6828

1820

08z

S.LTH

1921

79cv

T9ZN

9€vd

YETN
€evA
TETA

cThd

0TV

81vd
L1194

STPT

Y0%T

e Molecule 1: Flagellar M-ring protein

w—
73%

6%

21%

Chain U:

vmum
NmNH
omNm

wvmc

-3

€621
262l

68CS

18¢a

08z

L9921

¥ocy

T9CN

8G2ZH

O

R LDWIDE
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 17

9€Vd

YEVN
EEVA
CEVA

(4474

(01478

81vd
L1%4

STY1

€1va
807D

SO%L
Y0V

e Molecule 1: Flagellar M-ring protein

—
73%

6%

21%

Chain V:

852D

vscs

(ofstacs

ovzh

9624
€621
6828
1820
T8TA
1921

5920
79cv

T9ZN

9€Vd

YETN
EEVA
TETA

[447£8

(470

81vd
L1%4

STPT

(0]572;8

Y0%T

€6€X
26EN

68EN
88V
L8EN
98€Ss
€LEY

29€d

09¢ey

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain W:

852D

¥ses

0Szd

oveh

9624

€621

68CS

182a

S.LTH

L921

¥ocy

T9CN

O

R LDWIDE
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 18

9EVd

TETN
EETA
(45378

(047

81vd

STP1

(0157208

8070

SO%L
70%1

[4074¢

veex
€6EX
26EN

68EA
88eY
L8EA
98€S
€.Led

29ed

09ey

e Molecule 1: Flagellar M-ring protein

—
73%

7%

20%

Chain X:

¢mwm
NmNH
ommm

wwmc

TOES

9624

€621

68CS

18za

08z
6,24

2120

S.LTH

79TV

T92N

852D

9€Vd

TEVN
EEPA
CEVA

(478

81vd
ST91
807D

S0%L
70v'1

20¥1T

v6eN
€6€X
26EN

68EA
88€EY
L8EA

€LeY
CTLET
TLEL
29ed

09€Y
6S€D

e Molecule 1: Flagellar M-ring protein

73%

7%

20%

Chain Y:

852H

¥scs

[olstact

9%2h

O

R LDWIDE
PROTEIN DATA BANK

W



65SD1

Full wwPDB EM Model Validation Report

Page 19

9624

€621
[41AN

682S
L8za
€8¢S

08z
6.4

§S.ex1
1921

392b
vocy

T9ZN

9€¥d

PEVN
EEVA
CEVA
TEVN

(447

0ZHH

8T
L1749

(015728

70%1

€6€X
z6EN

68EA
88EY
L8EA
98€S

€.Led
CTLET

69€d

29€d

09€Yd

e Molecule 1: Flagellar M-ring protein

73%

6%

21%

Chain Z:

€621

6828

18¢a

T8TA

0823

S.LTH

921l

vocv

9€Yd

YETN
EEPA
{457\

(14778

8T¥d

9TvL
STPT

(45729

(0]572:8

88V
L8EN

e Molecule 1: Flagellar M-ring protein

73%

27%

Chain a:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 20 Full wwPDB EM Model Validation Report

65SD1

e Molecule 1: Flagellar M-ring protein

w—
27% 73%

Q
5
=
=)

o

e Molecule 1: Flagellar M-ring protein

Q
o
=
=
o

27% 73%



Page 21 Full wwPDB EM Model Validation Report

65SD1

e Molecule 1: Flagellar M-ring protein

w—
27% 73%

Q
o
=
=

o

e Molecule 1: Flagellar M-ring protein

Q
=
=
=)
@

27% 73%



Page 22 Full wwPDB EM Model Validation Report

65SD1

e Molecule 1: Flagellar M-ring protein

Q
=
=
=)

—

27% 73%

e Molecule 1: Flagellar M-ring protein

Q
5
=
=)
03

27% 73%



Page 23 Full wwPDB EM Model Validation Report 6SD1

4 Experimental information (i)
Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C33 Depositor
Number of particles used 77849 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor

CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 48 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).
. Bond lengths Bond angles
Mol | Chain | py1a71 4171 <5 | RMSZ | #]2] 5
1 A 0.26 0/1205 0.42 0/1624
1 B 0.26 0/1205 0.42 0/1624
1 C 0.26 0/1205 0.42 0/1624
1 D 0.26 0/1205 0.42 0/1624
1 E 0.26 0/1205 0.43 0/1624
1 F 0.26 0/1205 0.43 0/1624
1 G 0.26 0/1205 0.42 0/1624
1 H 0.26 0/1205 0.42 0/1624
1 I 0.26 0/1205 0.42 0/1624
1 J 0.26 0/1205 0.42 0/1624
1 K 0.26 0/1205 0.42 0/1624
1 L 0.26 0/1205 0.43 0/1624
1 M 0.26 0/1205 0.42 0/1624
1 N 0.26 0/1205 0.42 0/1624
1 O 0.26 0/1205 0.42 0/1624
1 P 0.26 0/1205 0.42 0/1624
1 Q 0.26 0/1205 0.42 0/1624
1 R 0.26 0/1205 0.43 0/1624
1 S 0.26 0/1205 0.42 0/1624
1 T 0.26 0/1205 0.43 0/1624
1 U 0.26 0/1205 0.42 0/1624
1 \Y 0.26 0/1205 0.42 0/1624
1 W% 0.26 0/1205 0.42 0/1624
1 X 0.26 0/1205 0.42 0/1624
1 Y 0.26 0/1205 0.42 0/1624
1 Z 0.26 0/1205 0.43 0/1624
1 a 0.26 0/1205 0.42 0/1624
1 b 0.26 0/1205 0.42 0/1624
1 c 0.26 0/1205 0.42 0/1624
1 d 0.26 0/1205 0.43 0/1624
1 e 0.26 0/1205 0.42 0/1624
1 f 0.26 0/1205 0.42 0/1624
1 g 0.26 0/1205 0.42 0/1624
All All 0.26 | 0/39765 | 0.42 | 0/53592
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There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.

There are no planarity outliers.

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 1193 0 1173 29 0
1 B 1193 0 1173 29 0
1 C 1193 0 1173 26 0
1 D 1193 0 1173 25 0
1 E 1193 0 1173 26 0
1 F 1193 0 1173 26 0
1 G 1193 0 1173 32 0
1 H 1193 0 1173 26 0
1 I 1193 0 1173 23 0
1 J 1193 0 1173 24 0
1 K 1193 0 1173 22 0
1 L 1193 0 1173 24 0
1 M 1193 0 1173 26 0
1 N 1193 0 1173 25 0
1 O 1193 0 1173 26 0
1 P 1193 0 1173 27 0
1 Q 1193 0 1173 26 0
1 R 1193 0 1173 24 0
1 S 1193 0 1173 25 0
1 T 1193 0 1173 22 0
1 U 1193 0 1173 24 0
1 \Y 1193 0 1173 23 0
1 W 1193 0 1173 24 0
1 X 1193 0 1173 27 0
1 Y 1193 0 1173 27 0
1 Z 1193 0 1173 23 0
1 a 1193 0 1173 0 0
1 b 1193 0 1173 0 0
1 ¢ 1193 0 1173 0 0
1 d 1193 0 1173 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 e 1193 0 1173 0 0
1 f 1193 0 1173 0 0
1 g 1193 0 1173 0 0
All All 39369 0 38709 553 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 7.

All (553) 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:Q:280:GLU:HG3 1:Q:372:ILE:HG12 1.80 0.64
1:B:250:GLU:O 1:B:254:SER:OG 2.15 0.63
1:H:360:ARG:NH1 1:H:362:GLU:OE1 2.31 0.63
1:P:405: THR:HG22 1:P:407:ASP:H 1.64 0.62
1:G:405:THR:HG22 1:G:407:ASP:H 1.64 0.61
1:D:405: THR:HG22 1:D:407:ASP:H 5.29 0.61
1:Y:387:VAL:HG21 1:Y:420:MET:HG2 1.82 0.61
1:U:404:LEU:H 1:U:434:ASN:HD21 1.47 0.61
1:B:405: THR:HG22 1:B:407:ASP:H 5.14 0.61
1:P:360:ARG:NH1 1:P:362:GLU:OE1 2.34 0.61
1:K:405:THR:HG22 1:K:407:ASP:H 1.66 0.61
1:N:277:GLN:NE2 1:N:279:GLU:OE2 2.33 0.61
1:P:404:LEU:H 1:P:434:ASN:HD21 1.49 0.60
1:F:387:VAL:HG21 1:F:420:MET:HG2 1.84 0.60
1:1:387:VAL:HG21 1:1:420:MET:HG2 1.84 0.60
1:D:404:LEU:H 1:D:434:ASN:HD21 1.49 0.60
1:M:405:THR:HG23 1:M:408:GLN:H 1.67 0.60
1:M:404:LEU:H 1:M:434:ASN:HD21 1.47 0.60
1:J:404:LEU:H 1:J:434:ASN:HD21 1.47 0.60
1:S:258:GLY:HA3 1:S:261:ASN:HD22 1.67 0.60
1:A:404:LEU:H 1:A:434:ASN:HD21 1.50 0.60
1:R:258:GLY:HA3 1:R:261:ASN:HD22 1.66 0.60
1:W:404:LEU:H 1:W:434:ASN:HD21 1.50 0.60
1:X:404:LEU:H 1:X:434:ASN:HD21 1.50 0.59
1:G:387:VAL:HG21 | 1:G:420:MET:HG2 1.85 0.59
1:B:387:VAL:HG21 1:B:420:MET:HG2 1.86 0.59
1:0:293:LEU:HD11 | 1:0:296:ARG:HH11 1.67 0.59
1:X:293:LEU:HD11 | 1:X:296:ARG:HH11 1.68 0.59
1:C:387:VAL:HG21 1:C:420:MET:HG2 1.87 0.59
1:E:404:LEU:H 1:E:434:ASN:HD21 1.52 0.59

Continued on next page...




Page 27

Full wwPDB EM Model Validation Report

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:U:293:LEU:HD11 | 1:U:296:ARG:HH11 1.67 0.59
1:D:293:LEU:HD11 | 1:D:296:ARG:HH11 1.70 0.59
1:W:405:THR:HG23 1:W:408:GLN:H 1.67 0.59
1:H:258:GLY:HA3 1:H:261:ASN:HD22 1.66 0.59
1:S:404:LEU:H 1:S:434:ASN:HD21 1.50 0.59
1:1:293:LEU:HD11 1:1:296:ARG:HH11 1.67 0.59
1:0:387:VAL:HG21 1:0:420:MET:HG2 1.84 0.59
1:0:404:LEU:H 1:0:434:ASN:HD21 1.51 0.59
1:N:404:LEU:H 1:N:434:ASN:HD21 1.51 0.58
1:P:387:VAL:HG21 1:P:420:MET:HG2 1.86 0.58
1:G:404:LEU:H 1:G:434:ASN:ND2 2.00 0.58
1:J:258:GLY:HA3 1:J:261:ASN:HD22 1.69 0.58
1:C:404:LEU:H 1:C:434:ASN:HD21 1.54 0.58
1:F:404:LEU:H 1:F:434:ASN:HD21 1.52 0.58
1:L:258:GLY:HA3 1:L:261:ASN:HD22 1.68 0.58
1:C:293:LEU:HD11 | 1:C:296:ARG:HH11 1.71 0.58
1:C:405:THR:HG23 1:C:408:GLN:H 4.47 0.58
1:P:293:LEU:HD11 | 1:P:296:ARG:HH11 1.68 0.58
1:V:404:LEU:H 1:V:434:ASN:HD21 1.50 0.58
1:F:415:LEU:HD11 | 1:G:433:VAL:HG21 1.86 0.58
1:J:293:LEU:HD11 1:J:296:ARG:HH11 1.69 0.58
1:D:258:GLY:HA3 1:D:261:ASN:HD22 1.68 0.57
1:1:258:GLY:HA3 1:1:261:ASN:HD22 1.70 0.57
1:Q:405: THR:HG23 1:Q:408:GLN:H 1.68 0.57
1:W:293:LEU:HD11 | 1:W:296:ARG:HH11 1.69 0.57
1:1:404:LEU:H 1:1:434:ASN:HD21 1.52 0.57
1:N:258:GLY:HA3 1:N:261:ASN:HD22 1.69 0.57
1:X:387:VAL:HG21 1:X:420:MET:HG2 1.86 0.57
1:H:404:LEU:H 1:H:434:ASN:HD21 1.52 0.57
1:J:404:LEU:H 1:J:434:ASN:ND2 2.02 0.57
1:H:293:LEU:HD11 | 1:H:296:ARG:HH11 1.68 0.57
1:D:387:VAL:HG21 1:D:420:MET:HG2 1.90 0.57
1:L:404:LEU:H 1:1:434:ASN:HD21 1.51 0.57
1:Q:387:VAL:HG21 | 1:Q:420:MET:HG2 1.87 0.57
1:V:387:VAL:HG21 1:V:420:MET:HG2 1.86 0.57
1:X:258:GLY:HA3 1:X:261:ASN:HD22 1.69 0.57
1:E:293:LEU:HD11 | 1:E:296:ARG:HH11 1.70 0.57
1:P:404:LEU:H 1:P:434:ASN:ND2 2.01 0.57
1:W:258:GLY:HA3 | 1:W:261:ASN:HD22 1.69 0.57
1:M:293:LEU:HD11 | 1:M:296:ARG:HH11 1.69 0.56
1:V:293:LEU:HD11 | 1:V:296:ARG:HH11 1.69 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:K:293:LEU:HD11 | 1:K:296:ARG:HH11 1.71 0.56
1:F:293:LEU:HD11 | 1:F:296:ARG:HH11 1.71 0.56
1:T:293:LEU:HD11 | 1:T:296:ARG:HH11 1.68 0.56
1:X:405: THR:HG23 1:X:408:GLN:H 1.70 0.56
1:B:293:LEU:HD11 | 1:B:296:ARG:HH11 1.70 0.56
1:1:387:VAL:HG21 1:1:420:MET:HG2 1.87 0.56
1:T:404:LEU:H 1:T:434:ASN:HD21 1.51 0.56
1:0:405:THR:HG23 1:0:408:GLN:H 1.69 0.56
1:U:405: THR:HG23 1:U:408:GLN:H 1.70 0.56
1:Y:293:LEU:HD11 | 1:Y:296:ARG:HH11 1.70 0.56
1:7:293:LEU:HD11 1:7:296:ARG:HH11 1.69 0.56
1:A:258:GLY:HA3 1:A:261:ASN:HD22 1.78 0.56
1:B:404:LEU:H 1:B:434:ASN:HD21 1.52 0.56
1:N:387:VAL:HG21 1:N:420:MET:HG2 1.87 0.56
1:Q:404:LEU:H 1:Q:434:ASN:HD21 1.52 0.56
1:R:404:LEU:H 1:R:434:ASN:HD21 1.52 0.56
1:A:293:LEU:HD11 | 1:A:296:ARG:HH11 1.71 0.56
1:D:404:LEU:H 1:D:434:ASN:ND2 2.07 0.56
1:K:387:VAL:HG21 1:K:420:-MET:HG2 1.88 0.56
1:V:404:LEU:H 1:V:434:ASN:ND2 2.03 0.56
1:H:387:VAL:HG21 1:H:420:MET:HG2 1.86 0.56
1:T:387:VAL:HG21 1:T:420:MET:HG2 1.85 0.56
1:R:387:VAL:HG21 1:R:420:MET:HG2 1.88 0.56
1:S:387:VAL:HG21 1:S:420:MET:HG2 1.87 0.56
1:K:404:LEU:H 1:K:434:ASN:ND2 2.04 0.56
1:Y:258:GLY:HA3 1:Y:261:ASN:HD22 1.70 0.56
1:B:404:LEU:H 1:B:434:ASN:ND2 2.05 0.55
1:N:293:LEU:HD11 | 1:N:296:ARG:HH11 1.69 0.55
1:G:404:LEU:H 1:G:434:ASN:HD21 1.57 0.55
1:K:404:LEU:H 1:K:434:ASN:HD21 1.54 0.55
1:A:404:LEU:H 1:A:434:ASN:ND2 2.04 0.55
1:0:258:GLY:HA3 1:0:261:ASN:HD22 1.71 0.55
1:J:280:GLU:HG3 1:J:372:ILE:HG12 1.88 0.55
1:P:258:GLY:HA3 1:P:261:ASN:HD22 1.72 0.55
1:F:287:ASP:0OD2 1:F:289:SER:OG 2.24 0.55
1:B:258:GLY:HA3 1:B:261:ASN:HD22 1.73 0.55
1:E:258:GLY:HA3 1:E:261:ASN:HD22 1.96 0.55
1:E:387:VAL:HG21 1:E:420:MET:HG2 1.88 0.55
1:X:277:GLN:NE2 1:X:279:GLU:OE2 2.40 0.55
1:V:287:ASP:0OD2 1:V:289:SER:OG 2.24 0.55
1:7:387:VAL:HG21 1:7:420:MET:HG2 1.87 0.55
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:387:VAL:HG21 1:A:420:MET:HG2 1.95 0.55
1:H:404:LEU:H 1:H:434:ASN:ND2 2.05 0.55
1:F:258:GLY:HA3 1:F:261:ASN:HD22 1.75 0.54
1:N:404:LEU:H 1:N:434:ASN:ND2 2.05 0.54
1:U:250:GLU:O 1:U:254:SER:OG 2.18 0.54
1:U:417:ARG:HG3 1:U:422:PHE:HB3 1.89 0.54
1:C:258:GLY:HA3 1:C:261:ASN:HD22 1.71 0.54
1:E:404:LEU:H 1:E:434:ASN:ND2 2.06 0.54
1:G:287:ASP:0D2 1:G:289:SER:OG 2.26 0.54
1:W:387:VAL:HG21 | 1:W:420:-MET:HG2 1.88 0.54
1:7:404:LEU:H 1:7:434:ASN:HD21 1.53 0.54
1:G:293:LEU:HD11 | 1:G:296:ARG:HH11 1.76 0.54
1:X:287:ASP:0OD2 1:X:289:SER:OG 2.24 0.54
1:Y:360:ARG:NH1 1:Y:362:GLU:OE1 2.39 0.54
1:B:287:ASP:0D2 1:B:289:SER:OG 2.26 0.54
1:B:360:ARG:NH1 1:B:362:GLU:OE1 2.41 0.54
1:D:287:ASP:0OD2 1:D:289:SER:OG 2.23 0.54
1:P:280:GLU:HG3 1:P:372:ILE:HG12 1.90 0.54
1:W:287:ASP:0OD2 1:W:289:SER:OG 2.24 0.54
1:X:404:LEU:H 1:X:434:ASN:ND2 2.05 0.54
1:C:287:ASP:0OD2 1:C:289:SER:OG 2.26 0.54
1:S:293:LEU:HD11 | 1:S:296:ARG:HH11 1.72 0.54
1:W:404:LEU:H 1:W:434:ASN:ND2 2.04 0.54
1:C:280:GLU:HG3 1:C:372:1ILE:HG12 1.90 0.54
1:Y:404:LEU:H 1:Y:434:ASN:HD21 1.55 0.54
1:H:417:ARG:HG3 1:H:422:PHE:HB3 1.90 0.53
1:7:280:GLU:HG3 1:7:372:1LE:HG12 1.90 0.53
1:A:287:ASP:0OD2 1:A:289:SER:OG 2.27 0.53
1:E:287:ASP:0D2 1:E:289:SER:OG 2.28 0.53
1:J:389:VAL:HB 1:J:432:VAL:HG22 1.90 0.53
1:R:293:LEU:HD11 | 1:R:296:ARG:HH11 1.73 0.53
1:0:404:LEU:H 1:0:434:ASN:ND2 2.05 0.53
1:F:246:GLN:NE2 1:F:264:ALA:O 2.42 0.53
1:M:404:LEU:H 1:M:434:ASN:ND2 2.07 0.53
1:P:287:ASP:0OD2 1:P:289:SER:OG 2.25 0.53
1:Q:293:LEU:HD11 | 1:Q:296:ARG:HH11 1.73 0.53
1:U:287:ASP:0OD2 1:U:289:SER:OG 2.27 0.53
1:A:360:ARG:NH1 1:A:362:GLU:OE1 2.38 0.53
1:L:360:ARG:NH1 1:L:362:GLU:OE1 2.36 0.53
1:Y:418:GLU:HB2 1:7:388:ALA:HB2 1.91 0.53
1:J:387:VAL:HG21 1:J:420:MET:HG2 1.90 0.53
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:0:360:ARG:NH1 1:0:362:GLU:OE1 2.40 0.53
1:Q:287:ASP:0OD2 1:Q:289:SER:OG 2.26 0.53
1:Q:360:ARG:NH1 1:Q:362:GLU:OE1 2.41 0.53
1:U:258:GLY:HA3 1:U:261:ASN:HD22 1.74 0.53
1:X:360:ARG:NH1 1:X:362:GLU:OE1 2.40 0.52
1:Y:287:ASP:0OD2 1:Y:289:SER:OG 2.27 0.52
1:N:417:ARG:HG3 1:N:422:PHE:HB3 1.91 0.52
1:A:280:GLU:HG3 1:A:372:ILE:HG12 1.91 0.52
1:G:258:GLY:HA3 1:G:261:ASN:HD22 1.75 0.52
1:1:389:VAL:HB 1:1L:432:VAL:HG22 1.91 0.52
1:R:360:ARG:NH1 1:R:362:GLU:OE1 2.39 0.52
1:C:404:LEU:H 1:C:434:ASN:ND2 2.08 0.52
1:N:280:GLU:HG3 1:N:372:ILE:HG12 1.91 0.52
1:7:360:ARG:NH1 1:7:362:GLU:OE1 2.42 0.52
1:D:417:ARG:HG3 1:D:422:PHE:HB3 1.92 0.52
1:0:417:ARG:HG3 1:0:422:PHE:HB3 1.91 0.52
1:Q:267:THR:HB 1:Q:386:SER:HB2 1.92 0.52
1:Y:280:GLU:HG3 1:Y:372:ILE:HG12 1.92 0.52
1:L:293:LEU:HD11 1:L:296:ARG:HH11 1.75 0.52
1:G:389:VAL:HB 1:G:432:VAL:HG22 1.92 0.51
1:E:380:GLY:HA3 1:F:231:ASN:HD21 2.56 0.51
1:F:404:LEU:H 1:F:434:ASN:ND2 2.11 0.51
1:A:246:GLN:NE2 1:A:264:ALA:O 2.44 0.51
1:F:360:ARG:NH1 1:F:362:GLU:OE1 2.43 0.51
1:S:287:ASP:0D2 1:S:289:SER:OG 2.28 0.51
1:U:404:LEU:H 1:U:434:ASN:ND2 2.09 0.51
1:Q:417:ARG:HG3 1:Q:422:PHE:HB3 1.92 0.51
1:0:250:GLU:O 1:0:254:SER:OG 2.21 0.51
1:N:360:ARG:NH1 1:N:362:GLU:OE1 2.42 0.51
1:7:267:- THR:HB 1:7:386:SER:HB2 1.93 0.51
1:B:393: TYR:CE2 1:B:436:PRO:HD3 2.53 0.51
1:C:373:ARG:NH2 1:D:275:LYS:HD3 2.26 0.51
1:1:250:GLU:O 1:1:254:SER:OG 2.18 0.51
1:T:258:GLY:HA3 1:T:261:ASN:HD22 1.75 0.51
1:Y:417:ARG:HG3 1:Y:422:PHE:HB3 1.93 0.51
1:A:373:ARG:NH2 1:B:275:LYS:HD3 2.27 0.51
1:S:373:ARG:NH2 1:T:275:LYS:HD3 2.26 0.51
1:F:418:GLU:HB2 1:G:383:ALA:HB2 1.97 0.50
1:7:287:ASP:0OD2 1:7:289:SER:O0G 2.29 0.50
1:R:389:VAL:HB 1:R:432:VAL:HG22 1.93 0.50
1:Q:373:ARG:NH2 1:R:275:LYS:HD3 2.25 0.50
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:417:ARG:HG3 1:A:422:PHE:HB3 1.93 0.50
1:B:280:GLU:HG3 1:B:372:ILE:HG12 1.93 0.50
1:1:287:ASP:0OD2 1:1:289:SER:OG 2.29 0.50
1:D:360:ARG:NH1 1:D:362:GLU:OE1 2.43 0.50
1:1L:404:LEU:H 1:1:434:ASN:ND2 2.10 0.50
1:A:275:LYS:HD3 1:G:373:ARG:NH2 82.97 0.50
1:D:393:TYR:CE2 1:D:436:PRO:HD3 2.47 0.50
1:M:417:ARG:HG3 1:M:422:PHE:HB3 1.94 0.50
1:U:246:GLN:NE2 1:U:264:ALA:O 2.44 0.50
1:7:250:GLU:O 1:7:254:SER:OG 2.19 0.50
1:E:393: TYR:CE2 1:E:436:PRO:HD3 2.47 0.50
1:J:373:ARG:NH2 1:K:275:LYS:HD3 2.27 0.50
1:M:258:GLY:HA3 | 1:M:261:ASN:HD22 1.76 0.49
1:R:373:ARG:NH2 1:S:275:LYS:HD3 2.27 0.49
1:G:417:ARG:HG3 1:G:422:PHE:HB3 1.94 0.49
1:A:388:ALA:HB2 1:7:418:GLU:HB2 115.15 0.49
1:C:360:ARG:NH1 1:C:362:GLU:OE1 2.42 0.49
1:C:393:TYR:CE2 1:C:436:PRO:HD3 2.49 0.49
1:M:267:-THR:HB 1:M:386:SER:HB2 1.94 0.49
1:M:387:VAL:HG21 | 1:M:420:MET:HG2 1.93 0.49
1:M:373:ARG:NH2 1:N:275:LYS:HD3 2.27 0.49
1:P:246:GLN:NE2 1:P:264:ALA:O 2.45 0.49
1:R:417:ARG:HG3 1:R:422:PHE:HB3 1.93 0.49
1:S:404:LEU:H 1:S:434:ASN:ND2 2.08 0.49
1:T:267:THR:HB 1:T:386:SER:HB2 1.94 0.49
1:U:387:VAL:HG21 1:U:420:MET:HG2 1.93 0.49
1:E:417:ARG:HG3 1:E:422:PHE:HB3 1.95 0.49
1:F:417:ARG:HG3 1:F:422:PHE:HB3 1.97 0.49
1:H:373:ARG:NH2 1:1:275:LYS:HD3 2.27 0.49
1:Q:283:SER:HB2 1:Q:369:ASP:HB2 1.95 0.49
1:V:373:ARG:NH2 1:W:275:LYS:HD3 2.27 0.49
1:G:393:TYR:CE2 1:G:436:PRO:HD3 2.47 0.49
1:1:373:ARG:NH2 1:J:275:LYS:HD3 2.28 0.49
1:P:373:ARG:NH2 1:Q:275:LYS:HD3 2.27 0.49
1:1:360:ARG:NH1 1:1:362: GLU:OE1 2.44 0.49
1:K:373:ARG:NH2 1:L:275:LYS:HD3 2.27 0.49
1:D:267:- THR:HB 1:D:386:SER:HB2 2.02 0.49
1:G:360:ARG:NH1 1:G:362:GLU:OE1 2.43 0.49
1:1:267:- THR:HB 1:1:386:SER:HB2 1.94 0.49
1:U:360:ARG:NH1 1:U:362:GLU:OE1 2.39 0.49
1:W:418:GLU:HB2 1:X:388:ALA:HB2 1.94 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:D:415:LEU:HD11 | 1:E:433:VAL:HG21 1.95 0.49
1:G:373:ARG:NH2 1:H:275:LYS:HD3 2.28 0.49
1:W:373:ARG:NH2 1:X:275:LYS:HD3 2.27 0.49
1:1:393: TYR:CE2 1:1:436:PRO:HD3 2.48 0.48
1:S:267:-THR:HB 1:S:386:SER:HB2 1.95 0.48
1:S:393:TYR:CE2 1:S:436:PRO:HD3 2.48 0.48
1:V:393: TYR:CE2 1:V:436:PRO:HD3 2.48 0.48
1:X:415:LEU:HD11 | 1:Y:433:VAL:HG21 1.94 0.48
1:U:393: TYR:CE2 1:U:436:PRO:HD3 2.48 0.48
1:X:280:GLU:HG3 1:X:372:1ILE:HG12 1.94 0.48
1:B:389:VAL:HB 1:B:432:VAL:HG22 1.95 0.48
1:G:267:THR:HB 1:G:386:SER:HB2 2.06 0.48
1:T:404:LEU:H 1:T:434:ASN:ND2 2.11 0.48
1:Y:410:LYS:HB3 1:Y:410:LYS:HE2 1.67 0.48
1:A:275:LYS:HD3 1:7:373:ARG:NH2 83.50 0.48
1:A:393: TYR:CE2 1:A:436:PRO:HD3 2.48 0.48
1:H:287:ASP:0OD2 1:H:289:SER:OG 2.31 0.48
1:X:418:GLU:HB2 1:Y:388:ALA:HB2 1.96 0.48
1:0:393:TYR:CE2 1:0:436:PRO:HD3 2.49 0.48
1:H:267:- THR:HB 1:H:386:SER:HB2 1.95 0.48
1:K:280:GLU:HG3 1:K:372:ILE:HG12 1.95 0.48
1:Q:393:TYR:CE2 1:QQ:436:PRO:HD3 2.49 0.48
1:H:393: TYR:CE2 1:H:436:PRO:HD3 2.49 0.48
1:K:250:GLU:O 1:K:254:SER:OG 2.21 0.48
1:M:393: TYR:CE2 1:M:436:PRO:HD3 2.48 0.48
1:0:418:GLU:HB2 1:P:388:ALA:HB2 1.96 0.48
1:Q:404:LEU:H 1:Q:434:ASN:ND2 2.12 0.48
1:T:393:TYR:CE2 1:T:436:PRO:HD3 2.48 0.48
1:V:258:GLY:HA3 1:V:261:ASN:HD22 1.77 0.48
1:Y:404:LEU:H 1:Y:434:ASN:ND2 2.11 0.48
1:B:417:ARG:HG3 1:B:422:PHE:HB3 1.96 0.48
1:1:246:GLN:NE2 1:1:264:ALA:O 2.46 0.48
1:1:280:GLU:HG3 1:.1:372:ILE:HG12 1.96 0.48
1:N:415:LEU:HD11 | 1:0:433:VAL:HG21 1.95 0.48
1:T:287:ASP:0D2 1:T:289:SER:OG 2.29 0.48
1:A:250:GLU:O 1:A:254:SER:OG 2.22 0.48
1:D:418:GLU:HB2 1:E:388:ALA:HB2 2.00 0.48
1:F:393: TYR:CE2 1:F:436:PRO:HD3 2.54 0.48
1:X:373:ARG:NH2 1:Y:275:LYS:HD3 2.28 0.48
1:7:246:GLN:NE2 1:7:264:ALA:O 2.46 0.48
1:A:418:GLU:HB2 1:B:388:ALA:HB2 1.97 0.48
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1:E:418:GLU:HB2 1:F:388:ALA:HB2 1.96 0.48
1:J:250:GLU:O 1:J:254:SER:OG 2.20 0.48
1:1:393:TYR:CE2 1:1:436:PRO:HD3 2.49 0.48
1:C:267: THR:HB 1:C:386:SER:HB2 1.95 0.47
1:G:250:GLU:O 1:G:254:SER:OG 2.21 0.47
1:V:267:-THR:HB 1:V:386:SER:HB2 1.95 0.47
1:A:267:-THR:HB 1:A:386:SER:HB2 1.97 0.47
1:D:280:GLU:HG3 1:D:372:ILE:HG12 1.96 0.47
1:H:389:VAL:HB 1:H:432:VAL:HG22 1.96 0.47
1:J:393: TYR:CE2 1:J:436:PRO:HD3 2.50 0.47
1:P:418:GLU:HB2 1:Q:388:ALA:HB2 1.96 0.47
1:C:250:GLU:O 1:C:254:SER:OG 2.18 0.47
1:1:404:LEU:H 1:1:434:ASN:ND2 2.12 0.47
1:W:360:ARG:NH1 1:W:362:GLU:OE1 2.42 0.47
1:X:246:GLN:NE2 1:X:264:ALA:O 2.47 0.47
1:Y:393: TYR:CE2 1:Y:436:PRO:HD3 2.49 0.47
1:J:267: THR:HB 1:J:386:SER:HB2 1.96 0.47
1:E:392:ASN:OD1 1:E:393:TYR:N 2.48 0.47
1:G:246:GLN:NE2 1:G:264:ALA:O 2.48 0.47
1:G:415:LEU:HD11 | 1:H:433:VAL:HG21 1.97 0.47
1:0:292:THR:HG21 | 1:P:282:TYR:HB3 1.97 0.47
1:F:389:VAL:HB 1:F:432:VAL:HG22 1.99 0.47
1:1:389:VAL:HB 1:1:432:VAL:HG22 1.96 0.47
1:K:418:GLU:HB2 1:1:388:ALA:HB2 1.97 0.47
1:S:418:GLU:HB2 1:T:388:ALA:HB2 1.96 0.47
1:V:246:GLN:NE2 1:V:264:ALA:O 2.47 0.47
1:7:404:LEU:H 1:7:434:ASN:ND2 2.13 0.47
1:C:389:VAL:HB 1:C:432:VAL:HG22 1.97 0.47
1:N:267:- THR:HB 1:N:386:SER:HB2 1.95 0.47
1:R:404:LEU:H 1:R:434:ASN:ND2 2.12 0.47
1:V:250:GLU:O 1:V:254:SER:OG 2.19 0.47
1:P:389:VAL:HB 1:P:432:VAL:HG22 1.96 0.47
1:X:250:GLU:O 1:X:254:SER:OG 2.21 0.47
1:M:246:GLN:NE2 1:M:264:ALA:O 2.47 0.47
1:N:389:VAL:HB 1:N:432:VAL:HG22 1.96 0.47
1:B:414:ASP:HB3 1:C:431:ASN:ND2 2.70 0.47
1:E:389:VAL:HB 1:E:432:VAL:HG22 1.97 0.47
1:F:392:ASN:OD1 1:F:393: TYR:N 2.48 0.47
1:J:410:LYS:HB3 1:J:410:LYS:HE2 1.68 0.47
1:K:360:ARG:NH1 1:K:362:GLU:OE1 2.47 0.47
1:N:373:ARG:NH2 1:0:275:LYS:HD3 2.29 0.47
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1:Y:373:ARG:NH2 1:7:275:LYS:HD3 2.30 0.47
1:D:373:ARG:NH2 1:E:275:LYS:HD3 2.50 0.46
1:E:267:- THR:HB 1:E:386:SER:HB2 2.00 0.46
1:H:246:GLN:NE2 1:H:264:ALA:O 2.48 0.46
1:H:418:GLU:HB2 1:1:388:ALA:HB2 1.98 0.46
1:T:280:GLU:HG3 1. T:372:ILE:HG12 1.97 0.46
1:T:417:ARG:HG3 1:T:422:PHE:HB3 1.96 0.46
1:C:418:GLU:HB2 1:D:388:ALA:HB2 1.98 0.46
1:D:389:VAL:HB 1:D:432:VAL:HG22 1.97 0.46
1:J:417:ARG:HG3 1:J:422:PHE:HB3 1.97 0.46
1:Q:389:VAL:HB 1:Q:432:VAL:HG22 1.96 0.46
1:V:360:ARG:NH1 1:V:362:GLU:OE1 2.44 0.46
1:P:415:LEU:HD11 | 1:Q:433:VAL:HG21 1.97 0.46
1:7:393:TYR:CE2 1:7:436:PRO:HD3 2.50 0.46
1:N:418:GLU:HB2 1:0:388:ALA:HB2 1.98 0.46
1:0:280:GLU:HG3 1:0:372:1LE:HG12 1.98 0.46
1:0:373:ARG:NH2 1:P:275:LYS:HD3 2.30 0.46
1:R:393:TYR:CE2 1:R:436:PRO:HD3 2.50 0.46
1:U:389:VAL:HB 1:U:432:VAL:HG22 1.97 0.46
1:V:410:LYS:HB3 1:V:410:LYS:HE2 1.68 0.46
1:W:389:VAL:HB 1:W:432:VAL:HG22 1.98 0.46
1:L:246:GLN:NE2 1:1:264:ALA:O 2.49 0.46
1:B:410:LYS:HB3 1:B:410:LYS:HE2 1.70 0.46
1:B:418:GLU:HB2 1:C:388:ALA:HB2 1.98 0.46
1:T:250:GLU:O 1:T:254:SER:OG 2.16 0.46
1:U:280:GLU:HG3 1:U:372:ILE:HG12 1.97 0.46
1:W:267:-THR:HB 1:W:386:SER:HB2 1.98 0.46
1:X:394:LYS:O 1:X:402:LEU:N 2.48 0.46
1:B:373:ARG:NH2 1:C:275:LYS:HD3 2.52 0.46
1:B:415:LEU:HD11 | 1:C:433:VAL:HG21 1.98 0.46
1:E:415:LEU:HD11 1:F:433:VAL:HG21 1.97 0.46
1:1:418:GLU:HB2 1:J:388:ALA:HB2 1.98 0.46
1:K:417:ARG:HG3 1:K:422:PHE:HB3 1.98 0.46
1:W:250:GLU:O 1:W:254:SER:OG 2.20 0.46
1:R:280:GLU:HG3 1:R:372:ILE:HG12 1.98 0.46
1:S:360:ARG:NH1 1:S:362:GLU:OE1 2.43 0.46
1:P:301:SER:HB3 1:P:359:GLN:HB3 1.97 0.46
1:Q:418:GLU:HB2 1:R:388:ALA:HB2 1.98 0.46
1:V:418:GLU:HB2 1:W:388:ALA:HB2 1.98 0.46
1:A:388:ALA:HB2 1:G:418:GLU:HB2 113.74 0.45
1:L:267:-THR:HB 1:1:386:SER:HB2 1.98 0.45
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1:N:393:TYR:CE2 1:N:436:PRO:HD3 2.52 0.45
1:Q:415:LEU:HD11 | 1:R:433:VAL:HG21 1.97 0.45
1:V:389:VAL:HB 1:V:432:VAL:HG22 1.97 0.45
1:X:252:ILE:HD13 1:Y:265:GLN:HG2 1.98 0.45
1:A:392:ASN:OD1 1:A:393:TYR:N 2.58 0.45
1:C:415:LEU:HD11 | 1:D:433:VAL:HG21 1.98 0.45
1:M:389:VAL:HB 1:M:432:VAL:HG22 1.98 0.45
1:P:417:ARG:HG3 1:P:422:PHE:HB3 1.98 0.45
1:X:389:VAL:HB 1:X:432:VAL:HG22 1.97 0.45
1:7:410:LYS:HB3 1:7:410:LYS:HE2 1.68 0.45
1:J:360:ARG:NH1 1:J:362:GLU:OE1 2.48 0.45
1:T:389:VAL:HB 1:T:432:VAL:HG22 1.97 0.45
1:T:415:LEU:HD11 | 1:U:433:VAL:HG21 1.98 0.45
1:B:292: THR:HG21 1:C:282:TYR:HB3 1.99 0.45
1:P:267: THR:HB 1:P:386:SER:HB2 1.98 0.45
1:Y:246:GLN:NE2 1:Y:264:ALA:O 2.50 0.45
1:D:246:GLN:NE2 1:D:264:ALA:O 2.50 0.45
1:M:418:GLU:HG3 1:N:431:ASN:HB2 1.97 0.45
1:U:292: THR:HG21 1:V:282:TYR:HB3 1.99 0.45
1:B:394:LYS:O 1:B:402:LEU:N 2.50 0.45
1:1:417:ARG:HG3 1:1:422:PHE:HB3 1.99 0.45
1:L:415:LEU:HD11 | 1:M:433:VAL:HG21 1.97 0.45
1:Y:267:-THR:HB 1:Y:386:SER:HB2 1.98 0.45
1:X:371: THR:HG23 1:Y:279:GLU:HG3 1.99 0.45
1:A:389:VAL:HB 1:A:432:VAL:HG22 1.99 0.45
1:B:267:THR:HB 1:B:386:SER:HB2 1.98 0.45
1:K:392:ASN:OD1 1:K:393:TYR:N 2.50 0.45
1:R:415:LEU:HD11 | 1:S:433:VAL:HG21 1.98 0.45
1:W:246:GLN:NE2 1:W:264:ALA:O 2.50 0.45
1:A:394:LYS:O 1:A:402:LEU:N 2.62 0.45
1:F:267:-THR:HB 1:F:386:SER:HB2 2.00 0.45
1:U:392:ASN:OD1 1:U:393:TYR:N 2.50 0.45
1:D:296:ARG:NH2 1:D:362:GLU:OE2 2.50 0.45
1:E:292: THR:HG21 1:F:282:TYR:HB3 2.00 0.45
1:1:415:LEU:HD11 1:J:433:VAL:HG21 1.98 0.45
1:1:418:GLU:HB2 1:M:388:ALA:HB2 1.99 0.45
1:P:393: TYR:CE2 1:P:436:PRO:HD3 2.52 0.45
1:P:392:ASN:OD1 1:P:393:TYR:N 2.50 0.45
1:7:389:VAL:HB 1:7:432:VAL:HG22 1.99 0.45
1:D:394:LYS:O 1:D:402:LEU:N 2.50 0.44
1:X:392:ASN:OD1 1:X:393:TYR:N 2.50 0.44
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1:E:373:ARG:NH2 1:F:275:LYS:HD3 2.35 0.44
1:U:252:ILE:HD13 1:V:265:GLN:HG2 2.00 0.44
1:G:296:ARG:NH2 1:G:362:GLU:OE2 2.55 0.44
1:J:418:GLU:HB2 1:K:388:ALA:HB2 2.00 0.44
1:L:392:ASN:OD1 1:L:393:TYR:N 2.51 0.44
1:Q:389:VAL:HG21 | 1:Q:416:THR:HG21 1.98 0.44
1:R:292: THR:HG21 1:S:282: TYR:HB3 2.00 0.44
1:T:246:GLN:NE2 1:T:264:ALA:O 2.51 0.44
1:V:417:ARG:HG3 1:V:422:PHE:HB3 1.98 0.44
1:R:246:GLN:NE2 1:R:264:ALA:O 2.51 0.44
1:W:415:LEU:HD11 | 1:X:433:VAL:HG21 1.99 0.44
1:C:417:ARG:HG3 1:C:422:PHE:HB3 2.05 0.44
1:0:267:- THR:HB 1:0:386:SER:HB2 2.00 0.44
1:F:410:LYS:HB3 1:F:410:LYS:HE2 3.12 0.44
1:0:389:VAL:HB 1:0:432:VAL:HG22 1.98 0.44
1:S:415:LEU:HD11 1:T:433:VAL:HG21 2.00 0.44
1:X:393: TYR:CE2 1:X:436:PRO:HD3 2.52 0.44
1:B:276:GLU:HG2 1:B:376:LYS:HG3 1.99 0.44
1:Q:390:VAL:HG12 | 1:Q:433:VAL:HG22 1.99 0.44
1:E:246:GLN:NE2 1:E:264:ALA:O 2.50 0.44
1:L:417:ARG:HG3 1:1:422:PHE:HB3 1.99 0.44
1:U:418:GLU:HB2 1:V:388:ALA:HB2 1.99 0.44
1:D:390:VAL:HG12 | 1:D:433:VAL:HG22 2.00 0.44
1:F:280:GLU:HG3 1:F:372:ILE:HG12 2.01 0.44
1:A:296:ARG:NH2 1:A:362:GLU:OE2 2.51 0.43
1:W:394:LYS:O 1:W:402:LEU:N 2.51 0.43
1:A:433:VAL:HG21 | 1:G:415:LEU:HD11 122.81 0.43
1:B:392:ASN:OD1 1:B:393:TYR:N 2.57 0.43
1:K:393:TYR:CE2 1:K:436:PRO:HD3 2.53 0.43
1:R:275:LYS:HB2 1:R:275:LYS:HE3 1.71 0.43
1:R:418:GLU:HB2 1:S:388:ALA:HB2 2.00 0.43
1:V:296:ARG:NH2 1:V:362:GLU:OE2 2.50 0.43
1:Y:389:VAL:HB 1:Y:432:VAL:HG22 1.99 0.43
1:K:296:ARG:NH2 1:K:362:GLU:OE2 2.51 0.43
1:M:392:ASN:OD1 1:M:393:TYR:N 2.51 0.43
1:0:271:ASP:HB2 1:0:383:GLU:HG3 2.00 0.43
1:B:296:ARG:NH?2 1:B:362:GLU:OE2 2.52 0.43
1:G:418:GLU:HB2 1:H:388:ALA:HB2 2.01 0.43
1:S:394:LYS:O 1:S:402:LEU:N 2.52 0.43
1:W:393: TYR:CE2 1:W:436:PRO:HD3 2.53 0.43
1:G:280:GLU:HG3 1:G:372:ILE:HG12 2.00 0.43
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1:K:418:GLU:HG3 1:1:431:ASN:HB2 2.00 0.43
1:K:415:LEU:HD11 | 1:1:433:VAL:HG21 1.99 0.43
1:N:392:ASN:OD1 1:N:393:TYR:N 2.52 0.43
1:V:415:LEU:HD11 | 1:W:433:VAL:HG21 2.00 0.43
1:A:415:LEU:HD11 | 1:B:433:VAL:HG21 2.01 0.43
1:X:301:SER:HB2 1:X:359:GLN:HB3 2.00 0.43
1:E:360:ARG:NH1 1:E:362:GLU:OFE1 2.44 0.43
1:E:418:GLU:HG3 1:F:431:ASN:HB2 2.01 0.43
1:H:271:ASP:HB2 1:H:383:GLU:HG2 2.01 0.43
1:F:418:GLU:HG3 1:G:431:ASN:HB2 2.00 0.43
1:H:275:LYS:HB2 1:H:275:LYS:HE3 1.74 0.43
1:H:292: THR:HG21 1:1:282:TYR:HB3 2.01 0.43
1:M:418:GLU:HB2 1:N:388:ALA:HB2 2.01 0.43
1:N:394:LYS:O 1:N:402:LEU:N 2.52 0.43
1:R:418:GLU:HG3 1:S:431:ASN:HB2 2.01 0.43
1:T:418:GLU:HB2 1:U:388:ALA:HB2 2.01 0.43
1:T:390:VAL:HG12 | 1:T:433:VAL:HG22 2.01 0.43
1:Y:296:ARG:NH2 1:Y:362:GLU:OE2 2.52 0.43
1:F:296:ARG:NH2 1:F:362:GLU:OE2 2.52 0.43
1:Q:410:LYS:HE2 1:Q:410:LYS:HB3 1.70 0.43
1:W:410:LYS:HB3 1:W:410:LYS:HE2 1.67 0.43
1:B:246:GLN:NE2 1:B:264:ALA:O 2.55 0.43
1:E:280:GLU:HG3 1:E:372:ILE:HG12 2.03 0.43
1:S:275:LYS:HE3 1:S:275:LYS:HB2 1.73 0.43
1:T:275:LYS:HE3 1:T:275:LYS:HB2 1.74 0.43
1:T:296:ARG:NH2 1:T:362:GLU:OE2 2.52 0.43
1:D:392:ASN:OD1 1:D:393:TYR:N 2.52 0.42
1:E:394:LYS:0O 1:E:402:LEU:N 2.55 0.42
1:0:371:THR:HG23 | 1:P:279:GLU:HGS3 2.01 0.42
1:S:389:VAL:HB 1:S:432: VAL:HG22 1.99 0.42
1:K:267: THR:HB 1:K:386:SER:HB2 2.01 0.42
1:M:296:ARG:NH2 1:M:362:GLU:OE2 2.52 0.42
1:M:280:GLU:HG3 1:M:372:ILE:HG12 2.02 0.42
1:K:389:VAL:HB 1:K:432:VAL:HG22 2.01 0.42
1:L:371:THR:HG23 | 1:M:279:GLU:HG3 2.02 0.42
1:N:246:GLN:NE2 1:N:264:ALA:O 2.52 0.42
1:M:415:LEU:HD11 | 1:N:433:VAL:HG21 2.01 0.42
1:R:267:THR:HB 1:R:386:SER:HB2 2.00 0.42
1:E:296:ARG:NH2 1:E:362:GLU:OE2 2.52 0.42
1:G:410:LYS:HB3 1:G:410:LYS:HE2 4.33 0.42
1:V:392:ASN:OD1 1:V:393:TYR:N 2.52 0.42
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1:C:296:ARG:NH2 1:C:362:GLU:OE2 2.58 0.42
1:C:392:ASN:OD1 1:C:393:TYR:N 2.57 0.42
1:H:231:ASN:CG 1:H:232:ASP:H 2.22 0.42
1:H:392:ASN:OD1 1:H:393: TYR:N 2.52 0.42
1:H:394:LYS:O 1:H:402:LEU:N 2.52 0.42
1:1:296:ARG:NH2 1:1:362:GLU:OE2 2.52 0.42
1:1L:280:GLU:HG3 1:L:372:1ILE:HG12 2.02 0.42
1:S:246:GLN:NE2 1:S:264:ALA:O 2.52 0.42
1:S:392:ASN:OD1 1:S:393:TYR:N 2.53 0.42
1:J:296:ARG:NH2 1:J:362: GLU:OE2 2.53 0.42
1:P:275:LYS:HB2 1:P:275:LYS:HE3 1.75 0.42
1:Q:418:GLU:HGS3 1:R:431:ASN:HB2 2.02 0.42
1:L:271:ASP:HB2 1:1:383:GLU:HG2 2.01 0.42
1:S:417:ARG:HG3 1:S:422:PHE:HB3 2.00 0.42
1:T:392:ASN:OD1 1:T:393:TYR:N 2.52 0.42
1:7:296:ARG:NH2 1:7:362:GLU:OE2 2.53 0.42
1:K:410:LYS:HB3 1:K:410:LYS:HE2 1.66 0.42
1:M:360:ARG:NH1 1:M:362:GLU:OE1 2.48 0.42
1:X:418:GLU:HG3 1:Y:431:ASN:HB2 2.02 0.42
1:S:296:ARG:NH2 1:S:362:GLU:OE2 2.52 0.42
1:Y:283:SER:HB2 1:Y:369:ASP:HB2 2.01 0.42
1:G:392:ASN:OD1 1:G:393:TYR:N 2.54 0.42
1:H:280:GLU:HG3 1:H:372:1ILE:HG12 2.02 0.41
1:W:392:ASN:OD1 1:W:393:TYR:N 2.53 0.41
1:K:252:ILE:HD13 1:L:265:GLN:HG2 2.02 0.41
1:M:250:GLU:O 1:M:254:SER:OG 2.20 0.41
1:U:415:LEU:HD11 | 1:V:433:VAL:HG21 2.02 0.41
1:7:390:VAL:HG12 1:7:433:VAL:HG22 2.02 0.41
1:H:415:LEU:HD11 1:1:433:VAL:HG21 2.02 0.41
1:J:246:GLN:NE2 1:J:264:ALA:O 2.53 0.41
1:Q:296:ARG:NH2 1:Q:362:GLU:OE2 2.53 0.41
1:U:267:-THR:HB 1:U:386:SER:HB2 2.03 0.41
1:J:389:VAL:HG21 1:J:416: THR:HG21 2.03 0.41
1:P:252:ILE:HD13 1:Q:265:GLN:HG2 2.03 0.41
1:0:418:GLU:HG3 1:P:431:ASN:HB2 2.02 0.41
1:G:390:VAL:HG12 | 1:G:433:VAL:HG22 2.30 0.41
1:J:392:ASN:OD1 1:J:393:TYR:N 2.53 0.41
1:N:292: THR:HG21 1:0:282:TYR:HB3 2.03 0.41
1:A:275:LYS:HB2 1:A:275:LYS:HE3 1.66 0.41
1:D:375: THR:HG23 1:E:275:LYS:HE2 2.97 0.41
1:G:231:ASN:N 1:G:231:ASN:OD1 4.13 0.41

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:W:296:ARG:NH2 | 1:W:362:GLU:OE2 2.53 0.41
1:B:252:ILE:HD13 1:C:265:GLN:HG2 2.06 0.41
1:C:277:GLN:NE2 1:C:279:GLU:OE2 2.54 0.41
1:G:293:LEU:HD13 1:G:296:ARG:HD2 2.03 0.41
1:M:295:SER:HB2 1:M:365:ASN:HD22 1.86 0.41
1:R:252:ILE:HD13 1:S:265:GLN:HG2 2.03 0.41
1:1:418:GLU:HG3 1:J:431:ASN:HB2 2.02 0.41
1:U:413:GLU:HG2 | 1:U:417:ARG:HH12 1.86 0.41
1:H:296:ARG:NH2 1:H:362:GLU:OE2 2.54 0.41
1:Y:292: THR:HG21 1:7:282: TYR:HB3 2.03 0.41
1:M:301:SER:HB3 1:M:359:GLN:HB3 2.03 0.41
1:A:282:TYR:HB3 | 1:G:292: THR:HG21 72.75 0.41
1:F:292: THR:HG21 1:G:282:TYR:HB3 2.04 0.41
1:0:415:LEU:HD11 | 1:P:433:VAL:HG21 2.03 0.41
1:0:296:ARG:NH2 1:0:362:GLU:OE2 2.53 0.40
1:Q:246:GLN:NE2 1:Q:264:ALA:O 2.54 0.40
1:W:275:LYS:HE3 1:W:275:LYS:HB2 1.89 0.40
1:Y:392:ASN:OD1 1:Y:393:TYR:N 2.54 0.40
1:J:275:LYS:HE3 1:J:275:LYS:HB2 1.70 0.40
1:0:246:GLN:NE2 1:0:264:ALA:O 2.54 0.40
1:U:296:ARG:NH2 1:U:362:GLU:OE2 2.54 0.40
1:X:275:LYS:HE3 1:X:275:LYS:HB2 1.72 0.40
1:7:412:ILE:O 1:7:416: THR:HG22 2.21 0.40
1:A:433:VAL:HG21 1:7:415:LEU:HD11 124.42 0.40
1:1L:292: THR:HG21 1:M:282:TYR:HB3 2.04 0.40
1:N:296:ARG:NH2 1:N:362:GLU:OE2 2.54 0.40
1:R:392:ASN:OD1 1:R:393:TYR:N 2.54 0.40
1:A:265:GLN:HG2 1:7:252:1LE:HD13 114.56 0.40
1:1:296:ARG:NH2 1:1:362:GLU:OE2 2.54 0.40
1:N:385:LEU:HA 1:N:385:LEU:HD23 1.96 0.40
1:Y:250:GLU:O 1:Y:254:SER:OG 2.23 0.40

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

Percentiles
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Mol | Chain Analysed Favoured | Allowed | Outliers
1 A 145/560 (26%) 138 (95%) 7 (5%) 0
1 B 145/560 (26%) 139 (96%) 6 (4%) 0
1 C 145/560 (26%) 139 (96%) 6 (4%) 0
1 D 145/560 (26%) 138 (95%) 7 (5%) 0
1 E 145/560 (26%) 139 (96%) 6 (4%) 0
1 F 145/560 (26%) 138 (95%) 7 (5%) 0
1 G 145/560 (26%) 139 (96%) 6 (4%) 0
1 H 145/560 (26%) 138 (95%) 7 (5%) 0
1 I 145/560 (26%) 139 (96%) 6 (4%) 0
1 J 145/560 (26%) 139 (96%) 6 (4%) 0
1 K 145/560 (26%) 136 (94%) 9 (6%) 0
1 L 145/560 (26%) 139 (96%) 6 (4%) 0
1 M 145/560 (26%) 140 (97%) 5 (3%) 0
1 N 145/560 (26%) 139 (96%) 6 (4%) 0
1 O 145/560 (26%) 140 (97%) 5 (3%) 0
1 P 145/560 (26%) 139 (96%) 6 (4%) 0
1 Q 145/560 (26%) 139 (96%) 6 (4%) 0
1 R 145/560 (26%) 138 (95%) 7 (5%) 0
1 S 145/560 (26%) 139 (96%) 6 (4%) 0
1 T 145/560 (26%) 138 (95%) 7 (5%) 0
1 U 145/560 (26%) 140 (97%) 5 (3%) 0
1 \Y 145/560 (26%) 138 (95%) 7 (5%) 0
1 W 145/560 (26%) 140 (97%) 5 (3%) 0
1 X 145/560 (26%) 137 (94%) 8 (6%) 0
1 Y 145/560 (26%) 140 (97%) 5 (3%) 0
1 Z 145/560 (26%) 140 (97%) 5 (3%) 0
1 a 145/560 (26%) 138 (95%) 7 (5%) 0
1 b 145/560 (26%) 139 (96%) 6 (4%) 0
1 c 145/560 (26%) 139 (96%) 6 (4%) 0
1 d 145/560 (26%) 139 (96%) 6 (4%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 e 145/560 (26%) | 138 (95%) | 7 (5%) 0 |
1 f 145/560 (26%) | 139 (96%) | 6 (4%) 0 |
1 g 145/560 (26%) | 139 (96%) | 6 (4%) 0 |

All | All | 4785/18480 (26%) | 4579 (96%) | 206 (4%) 0 |

There are no Ramachandran outliers to report.

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 134/467 (29%) | 134 (100%) 0 100 | 100}
1 B 134/467 (29%) | 134 (100%) 0 100 ] [100]
1 C 134/467 (20%) | 134 (100%) 0 100 | 100}
1 D 134/467 (29%) | 134 (100%) 0 100 [100]
1 E 134/467 (20%) | 134 (100%) 0 100 | 100}
1 F 134/467 (20%) | 134 (100%) 0 100 [ 100]
1 a 134/467 (29%) | 134 (100%) 0 100 ] [100]
1 H 134/467 (20%) | 134 (100%) 0 100 | 100}
1 I 134/467 (29%) | 134 (100%) 0 100 [100]
1 J 134/467 (20%) | 134 (100%) 0 100 [ 100}
1 K 134/467 (20%) | 134 (100%) 0 100 [ 100]
1 L 134/467 (20%) | 134 (100%) 0 [100] [ 100}
1 M 134/467 (20%) | 134 (100%) 0 100 [ 100]
1 N 134/467 (29%) | 134 (100%) 0 100 ] [100]
1 0 134/467 (20%) | 134 (100%) 0 100 | 100}
1 P 134/467 (29%) | 134 (100%) 0 100 [100]
1 Q 134/467 (20%) | 134 (100%) 0 [100] [ 100}
1 R 134/467 (20%) | 134 (100%) 0

>
}w
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 S 134/467 (29%) | 134 (100%) 0 100 ] [100]
1 T 134/467 (20%) | 134 (100%) 0 100 | 100}
1 U 134/467 (20%) | 134 (100%) 0 100 [100]
1 v 134/467 (20%) | 134 (100%) 0 100 | 100}
1 W 134/467 (20%) | 134 (100%) 0 100 [ 100]
1 X 134/467 (29%) | 134 (100%) 0 100 ] [100]
1 Y 134/467 (20%) | 134 (100%) 0 100 | 100}
1 7 134/467 (29%) | 134 (100%) 0 100 ] [100]
1 a 134/467 (20%) | 134 (100%) 0 100 | 100]
1 b 134/467 (20%) | 134 (100%) 0 100 [ 100]
1 c 134/467 (29%) | 134 (100%) 0 100 ] [100]
1 d 134/467 (29%) | 134 (100%) 0 100 | 100}
1 e 134/467 (29%) | 134 (100%) 0 100 [100]
1 f 134/467 (20%) | 134 (100%) 0 100 | 100}
1 g 134/467 (29%) | 134 (100%) 0 100 [100]

Al | ALl | 4422/15411 (29%) | 4422 (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. All (126) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 261 ASN
1 A 263 HIS
1 A 365 ASN
1 A 434 ASN
1 B 261 ASN
1 B 263 HIS
1 B 434 ASN
1 C 261 ASN
1 C 277 GLN
1 C 365 ASN
1 C 434 ASN
1 D 261 ASN
1 D 263 HIS
1 D 365 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 D 434 ASN
1 E 263 HIS
1 E 365 ASN
1 E 434 ASN
1 F 261 ASN
1 F 263 HIS
1 F 365 ASN
1 F 434 ASN
1 G 261 ASN
1 G 263 HIS
1 G 365 ASN
1 G 434 ASN
1 H 261 ASN
1 H 434 ASN
1 I 231 ASN
1 I 261 ASN
1 I 263 HIS
1 I 431 ASN
1 I 434 ASN
1 J 261 ASN
1 J 434 ASN
1 K 263 HIS
1 K 277 GLN
1 K 365 ASN
1 K 434 ASN
1 L 261 ASN
1 L 263 HIS
1 L 365 ASN
1 L 434 ASN
1 M 261 ASN
1 M 263 HIS
1 M 365 ASN
1 M 434 ASN
1 N 261 ASN
1 N 263 HIS
1 N 365 ASN
1 N 434 ASN
1 O 261 ASN
1 O 263 HIS
1 O 365 ASN
1 O 434 ASN
1 P 261 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 P 263 HIS
1 P 365 ASN
1 P 434 ASN
1 Q 261 ASN
1 Q 263 HIS
1 Q 365 ASN
1 Q 434 ASN
1 R 261 ASN
1 R 263 HIS
1 R 365 ASN
1 R 431 ASN
1 R 434 ASN
1 S 261 ASN
1 S 263 HIS
1 S 274 ASN
1 S 365 ASN
1 S 434 ASN
1 T 261 ASN
1 T 263 HIS
1 T 277 GLN
1 T 365 ASN
1 T 434 ASN
1 U 261 ASN
1 U 263 HIS
1 U 434 ASN
1 \Y 261 ASN
1 \Y 263 HIS
1 \Y 365 ASN
1 \Y 434 ASN
1 W 261 ASN
1 W 263 HIS
1 W 277 GLN
1 W 365 ASN
1 W 434 ASN
1 X 261 ASN
1 X 263 HIS
1 X 277 GLN
1 X 365 ASN
1 X 434 ASN
1 Y 261 ASN
1 Y 263 HIS
1 Y 434 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 Z 365 ASN
1 Z 434 ASN
1 a 261 ASN
1 a 263 HIS
1 a 365 ASN
1 a 434 ASN
1 b 261 ASN
1 b 263 HIS
1 b 365 ASN
1 b 434 ASN
1 c 261 ASN
1 c 365 ASN
1 c 434 ASN
1 d 261 ASN
1 d 263 HIS
1 d 434 ASN
1 e 261 ASN
1 e 263 HIS
1 e 434 ASN
1 f 231 ASN
1 f 261 ASN
1 f 263 HIS
1 f 434 ASN
1 g 231 ASN
1 g 261 ASN
1 g 263 HIS
1 g 365 ASN
1 g 434 ASN

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.
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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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