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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 15.00 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 - 19
Ramachandran outliers I D 3.1%
Sidechain outliers NN 0 T 8.8%
Worse Better

0 Percentile relative to all structures

[l percentile relative to all EM structures

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

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the bar indicate the fraction of residues that contain outliers
for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction
of residues that are not modelled. The numeric value for each fraction is indicated below the
corresponding segment, with a dot representing fractions <=5%

Mol | Chain | Length Quality of chain

1 A 272 58% 17% . 22%

1 B 272 60% 15% . 22%

1 C 272 57% 17% . 22%

1 D 272 60% 4% - 22%

1 E 272 60% 14% . 22%

1 F 272 60% 15% . 22%

2 U 659 33% 50% 9% 8%
2 \% 659 34% 49% 9% 8%
2 \W% 659 34% 49% 9% 8%

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

Mol | Chain | Length Quality of chain
2 X 659 34% 49% 9% 8%
2 Y 659 34% 49% 9% 8%
2 7 659 33% 50% 9% 8%
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 38334 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 Tail connector protein Gpl5.

Mol | Chain | Residues Atoms AltConf | Trace
1 A 211 ?(;El 1 1023 212\313 3(2)8 2 0 0
1 B 211 ?;El 1 1023 212\3]3 3(2)8 2 0 0
1 ¢ 211 ??El 1 1023 212\3]3 3(2)8 2 0 0
1 b 211 ?;El 1 1023 212\3]3 338 2 0 0
1 b 211 ?;gl 1 1023 22]3 338 2 0 0
1 K 211 ?;El 1 1CZB 22]3 338 2 0 0
e Molecule 2 is a protein called Tail sheath protein Gpl8.
Mol | Chain | Residues Atoms AltConf | Trace
2 v 609 Z(())’ ff;l 2 52 9 712\315 9(2)3 1SO 0 0
2 v 609 Z(())' Ef;l 2 902 9 71§5 9(2)3 1S() 0 0
2 w 609 Z(f)i Zf;l 2 902 9 712\3]5 933 1S() 0 0
2 X 609 Z(G) ZE;I 2 9CQ 9 712\315 933 1S() 0 0
2 Y 609 Z(()j ZE;I 2 9CQ 9 715\515 933 1S() 0 0
2 z 609 Zg Z;l 2 902 9 715\515 9(2)3 1S() 0 0

There are 48 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
U 100 GLU ASP SEE REMARK 999 UNP P13332
U 148 ALA GLY SEE REMARK 999 UNP P13332

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

Chain | Residue | Modelled | Actual Comment Reference
U 150 ILE ASN SEE REMARK 999 UNP P13332
U 151 ILE TYR SEE REMARK 999 UNP P13332
U 301 GLY GLU SEE REMARK 999 UNP P13332
U 399 VAL ALA SEE REMARK 999 UNP P13332
U 454 TYR HIS SEE REMARK 999 UNP P13332
U 510 PRO ARG | ENGINEERED MUTATION | UNP P13332
\% 100 GLU ASP SEE REMARK 999 UNP P13332
\% 148 ALA GLY SEE REMARK 999 UNP P13332
A% 150 ILE ASN SEE REMARK 999 UNP P13332
A% 151 ILE TYR SEE REMARK 999 UNP P13332
\Y% 301 GLY GLU SEE REMARK 999 UNP P13332
A% 399 VAL ALA SEE REMARK 999 UNP P13332
\% 454 TYR HIS SEE REMARK 999 UNP P13332
\% 510 PRO ARG | ENGINEERED MUTATION | UNP P13332
W 100 GLU ASP SEE REMARK 999 UNP P13332
W 148 ALA GLY SEE REMARK 999 UNP P13332
W 150 ILE ASN SEE REMARK 999 UNP P13332
W 151 ILE TYR SEE REMARK 999 UNP P13332
W 301 GLY GLU SEE REMARK 999 UNP P13332
W% 399 VAL ALA SEE REMARK 999 UNP P13332
W 454 TYR HIS SEE REMARK 999 UNP P13332
W 510 PRO ARG | ENGINEERED MUTATION | UNP P13332
X 100 GLU ASP SEE REMARK 999 UNP P13332
X 148 ALA GLY SEE REMARK 999 UNP P13332
X 150 ILE ASN SEE REMARK 999 UNP P13332
X 151 ILE TYR SEE REMARK 999 UNP P13332
X 301 GLY GLU SEE REMARK 999 UNP P13332
X 399 VAL ALA SEE REMARK 999 UNP P13332
X 454 TYR HIS SEE REMARK 999 UNP P13332
X 510 PRO ARG | ENGINEERED MUTATION | UNP P13332
Y 100 GLU ASP SEE REMARK 999 UNP P13332
Y 148 ALA GLY SEE REMARK 999 UNP P13332
Y 150 ILE ASN SEE REMARK 999 UNP P13332
Y 151 ILE TYR SEE REMARK 999 UNP P13332
Y 301 GLY GLU SEE REMARK 999 UNP P13332
Y 399 VAL ALA SEE REMARK 999 UNP P13332
Y 454 TYR HIS SEE REMARK 999 UNP P13332
Y 510 PRO ARG | ENGINEERED MUTATION | UNP P13332
Z 100 GLU ASP SEE REMARK 999 UNP P13332
Z 148 ALA GLY SEE REMARK 999 UNP P13332
Z 150 ILE ASN SEE REMARK 999 UNP P13332
Z 151 ILE TYR SEE REMARK 999 UNP P13332

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

Chain | Residue | Modelled | Actual Comment Reference

Z 301 GLY GLU SEE REMARK 999 UNP P13332

Z 399 VAL ALA SEE REMARK 999 UNP P13332

Z 454 TYR HIS SEE REMARK 999 UNP P13332

Z 510 PRO ARG | ENGINEERED MUTATION | UNP P13332
PR
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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: Tail connector protein Gpl5

Chain A: 58% 17% . 22%

Chain B: 60% 15% . 22%
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e Molecule 1: Tail connector protein Gpl5

Chain C: 57% 17% . 22%
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e Molecule 1: Tail connector protein Gpl5

WO RLDWIDE

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for 30EM


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

3J2M

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 8

22%

14%

60%

Chain D

ST
YTl

L0TS

¥ced
€2C1
zeea

€TTA

+

8021

00zd
66TA

88TM

8/H
|
69
89
[
99y
TN SLTY
$9a [ |
[ | €971
08I
|
as
[ | 1871
15 9910
| |
0g1 1978
62b [ |
[ | LHTL
szd Loy
[ | Sy1d
443 [ |
[ | 0VTA
610 | eetd
[ | 8ETT
9k [ |
[ | 0ETH
€D [ |
.
seTd

Tail connector protein Gpl5

e Molecule 1

22%

e s 155
S aaas

14%

60%

Chain E

ST

zeea

8021
$02a
£02a
T02d
00zd
66Tk
0611
88TM

691 [ |
89 $81Y
Lo
99y
[T
%90
|
65T
|
08I SLTY
| |
as 1971
| |
L€T €971
|
82y
Lol
921 1811
[ | 931a
zzs [ |
[ | LHTL
61a [ |
[ | 8ETT
[43'1 [ |
[ | €74
9k 08T
gd [ |

v L2138

€0 92Tk

Tail connector protein Gpl5

e Molecule 1

22%

15%

60%

Chain F

TLI
Lo

[o23
©
m

oo}
©
I>

©
©
<

[~
0
=

© I~
0 0
I3 l-‘I

8%

N~ o
7} ©
I‘LI[’J

9%

86TH S
- o
n

0671

88TM

L9711

Ll

LSTI
9G1a

33%

67TH

8ETT

Tail sheath protein Gpl8

OET

9TTA
STTy

€CTd

STTA
PITI

e Molecule 2
Chain U

3

o
©
a

—
©
=

Ny
Tl
B

-
0
=

67a
8vA
Lvd
9N

~Emo o o
el & < & &
[ o H o>

9€D
SEM
veb

Ted
0oey
621

Ley
9L

o
1)
X

Tl
€TS8

(47458
€eTT
CETL
TETI
0ETH

SCTI
vcia

(3958

v11a

TV
OTTXA
60TN

L01D

20Tl

0073

169
96Y
S61
v6d

268

©O
Q o}
~ <

<
[
=

© o
~ 0
H'-I.m

o
N~
o

OLN
690
89V

S94
22

0zzd
61CI

STTH

1120

602a
80CA

90CL

[4vac

00ZN

86TI
L1673

S6T1

19Td
LSTA
€91

[4<1a )
TSTI

LY1L

VXN

gLed

852D

952d

¥ser
€58¢d
(4[4}

svey
1449

oves

Leed
9€TI

beer

0€T1

8¢TH

{444

R LDWIDE

O
PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



3J2M

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 9

99€d

v9ed

coed
T9€4

65EM

7ve1
€veD

0%€T

S¥PS

EVVI

LEVL

©
g
>

gI

6CTM

LTV

60%d

98V
S8EL

TS0

S0ST

€0SI
20SA

00ST

8670

9674

iz

8YHV

LESK
9E9N
S€9I

Tail sheath protein Gpl8

e Molecule 2

8%

~ - ~ o
) > 0 ©
- 29 Y m

9%

49%

34%

Chain V

®
©
[=]

—
©
|2

§3
=)

o
s

3
=

)
<
(=3

I

LYTL
(47458
€ETT
CETL
TETI
0ETA

SCTI
vera

6TTA

711

TV

OTTA
60TN

L0TD

20TL

00T

169
96V

< w0
D O
-

OCEm® O mm
Q o 0
~ < X

78A

284

©
~
=}

€L0

OLN
69N
89V

S94
1228

(4448

0zed
612CI

STTH

1120

602a
80CA

902L

20T

002N

3

86TI
1673

S6TT
¥611

T61S

68TL
88TI

LSTA

€51
[4<1a 4
TSTI

vied

c1ea
TI€I

60€T

LOES
90€a
SOEA

20eX

00€dD

9628
9621
6T
€6TA

68CI
88TV

982N
S82H
782y
€8CA

6.LCA
8.2d

kAN
j2%4)]
€.L2d

852D

95¢d

¥ScI
€9¢d
2STT

9€CI

vecI

0€TT

82TH

0LEA

99€d

79ed

c9ed
T9€4

6GEM

SGGET

zsey
TSel
0SeA
67€d

vvel

0%€T

8€ET
LEET
9€ED

8YvV

SY¥S

1574728

Tvvd

LEVL
9EVA

vEYD

6CVM

98€Y
S8EL

S0ST

€0SI
20SA

0081

+

9674

78¥A

S79L
Tvov

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3J2M

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 10

Tail sheath protein Gpl8

e Molecule 2

8%

N~ o
w0 ©
I“'Im

9%

49%

34%

Chain W

™
©
IQ

-
©
(2]

Ny
T}
B

N~ o O ~
< & 0
(S~} =

~Eme o o ©
el < < < & <
a o H o= =

n ©
M M
=

Ny
s}
o

€D
oey
621

Loy
9CL

oL
€es

{47458
€ET
CETL
T€TI
0ETH

SeTI
¥Zra

61TH

¥11a

TV
OTTA
60TN

L0TD
2011
0074
169
96V
S61
v6d
268

0634

© =
Iﬁ%

78A

gt Sel:
E=ES Bl

€0

OLN
69
89V

S94
794

CTTA

0zed
6121

STTH

1120

602a
80CA

90TL

[duact

00ZN

86TI
L6749

S6T1
¥6T1

1618

€GTH
(414
TSTI

LYTL

svey
1449

oves

PAYACK
9€CI

veet

0€TT

82TH

0LEA

99¢€d

79ed

c9ed
T19€4

6GEM

SGET

444
TGEL
0SeA
67€d

ve1
E€vED

0%eT

8EET
LEET
9€ED

8T€D

9TEY

vred

SYYS

EVVI

Tvvd

8EVA

9EVA

YEYD

6ZYM

LTV

STHN

€TV
oy

(515718

174578
A8 AN
(g5t
st
0T¥%d
60%d

20va
107D

B66EN
86€d
L6ED

S6€S
v6eEA

Teex
06€b

98eY
S8EL

[a%14
TS0

SG0ST

€0SI
20SA

00ST

8670

9674

y8vA

iga s

L%8d

8€91
LE9K
9E9N

96S)

Tail sheath protein Gpl8

e Molecule 2

8%

9%

49%

34%

Chain X

1228
£€9d

€D

Lev

©
N
=

€eTT
CETL
TETI
0ETA

SeTI
vZra

61T

Y11

1TV
OTTA
60TN

L0TD

7018

ZO0TL

00T

169D
96V
S61
¥6d

T6S

063
68V

984

78A

284

®
~
(=}

€LD

0LN
690
89V

S94

0zed
61CI

STTH

1120

602a
80ZA

902L

2ocd

002N

86TI
1673

68TL

LYTL

(4458

svey
14798

oves

Leegd
9€CI

vecI

0€TT

82TH

(4448

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3J2M

=
@]
o
Q
aat
>
~
<
g
g
=
N
=
.2
]
<
°
G
=
3
=
]
=
~
o
<
=
=
~
-
=
<
an)
<
=
a
=
£
T~
]
A
[al
E
=

Page 11

99€d

v9ed

coed
T9€4

65EM

7ve1
€veD

0%€T

S¥PS

EVVI

[seps |
)

aoThy

(515718

174578
ETPL
(A5
T
0T¥%d
60%d

98V
S8EL

TS0

S0ST

€0SI
20SA

00ST

8670

9674

iz

8YHV

LESK
9E9N
S€9I

Tail sheath protein Gpl8

e Molecule 2

8%

~ o
7} ©
ID‘Im

9%

49%

34%

Chain Y

o
© ©
a >

ToL

94

TSA

670
8vA
Lv3
9N

47208

ed

€D
ogy
621

LTV
9T1

YTl

711a

00T

169
96V
S61
76d

C6S

063
68V

984

78A

284

8.7

N
=~
Ia>‘1

OLN
69N
89V

S94

0€TT

82TH

(4448

0zed
612CI

STCH

1120

602a
80CA

90TL

[4oracs

1

86TI
1673

S6TT
¥6TT

161S

68TL

1811

Sy
14498

oves

LETA
9€CI

vecI

98V
S8EL

18€d

6LEV

LLES
9.L€D
Sley
vLeI
€Led

0LEA

99€d

79ed

¢9ed
T9€4

6GEM

GGET

Tsey
TSl
0SEA
6ved

vvel

[4ci0]

8YvY

SY¥S

1574729

T9vd

8e¥vd
LEVL
9EVA

YEVD

0EYY
6CVM

PX477\%

T6EX

S08T

€0SI
20SA

0081

8670

9674

78%A

18%.L

6.LVV
8.L¥%D

SLYY

LySd
9%3S
S¥Sd

£735S
[47h"

0%SL

S79L
Tvov

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3J2M

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 12

Tail sheath protein Gpl8

e Molecule 2

8%

N~ o
[Te ©
I“'Im

9%

50%

33%

Chain Z

1428

™
©
I'3

ToL

84

TSA

67
87A
Ly
9YN

47208

I
ovd

Led
9€d
SEM
veb

€D
oey
621

Loy
9CL

YTl

© =
I%E

6113

¥11a

0074

169
96Y
S61
v6d

268

0634

78A

INE © N
~ S ~ @
o> ]

OLN
69
89V

S94

8¢TH

(444

0ced
61CI

STCH

1120

6020
80CA

90TL

[4o4cs

00ZN

86TI
L6749

S6TT
¥6T1

T61S

68T.L

2Se1

Svey
1449

oves

LETH
9€TI

veer

0€TT

18€d

6LEV

LLES
9.€D
SLEV
vLET
€Le4

0LEA

99¢€d

79ed

29ed
T19€4

6GEM

SGET

csey
TSeL
0SEA
67€d

¥ve1
EVED

0%€T

62EN
8zed

€CTeI
(4498

8T€D

9T€EY

8¥hY

S¥YS

EVVI

Tvvd

0EYY
62YM

LTV

98€Y
G8EL

AL
€150
[a%14
1150

G0ST

€0SI
20SA

0081

8670

9674

78YA

871

B6LYY
8.%0

SLPY
YLVI

TLYY

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



Page 13 wwPDB/EMDataBank EM Map/Model Validation Summary Report 3J2M

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used Not provided Depositor
Resolution determination method | FSC at 0.5 cut-off Depositor
CTF correction method each particle image Depositor
Microscope FEI/PHILIPS CM300FEG/ST Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) Not provided Depositor
Minimum defocus (nm) 1000 Depositor
Maximum defocus (nm) 4000 Depositor
Magnification 47000 Depositor
Image detector Not provided Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | pyio77 7150 | RMSZ #Z| >2

1 A 0.49 0/1787 0.64 0/2421

1 B 0.47 0/1787 0.63 0/2421

1 C 0.48 0/1787 0.64 1/2421 (0.0%)

1 D 0.49 0/1787 0.63 0/2421

1 E 0.49 0/1787 0.63 0/2421

1 F 0.50 0/1787 0.65 0/2421

2 U 0.60 0/4729 0.89 21/6427 (0.3%)

2 \Y 0.60 0/4729 0.90 21/6427 (0.3%)

2 W 0.60 0/4729 0.89 21/6427 (0.3%)

2 X 0.60 0/4729 0.90 21/6427 (0.3%)

2 Y 0.60 1/4729 (0.0%) 0.89 20/6427 (0.3%)

2 Z 0.60 1/4729 (0.0%) 0.89 19/6427 (0.3%)
All All 0.57 | 2/39096 (0.0%) | 0.83 | 124/53088 (0.2%)

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
0 4

DN DN DN DN DN DO

ZIN| < < = < o
(eo]l Neu) Bev] Nen) Rav] Nas)
NN N NS

All

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 Z 23 | SER C-O |5.16 1.33 1.23
2 Y 23 SER C-0 5.03 1.32 1.23
H R LDWIDE
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The worst 5 of 124 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
2 A% 55 | GLY | N-CA-C | 18.09 158.33 113.10
2 U 95 GLY | N-CA-C | 18.03 158.18 113.10
2 Y 5} GLY | N-CA-C | 18.01 158.12 113.10
2 W 55 | GLY | N-CA-C | 17.99 158.08 113.10
2 X 55 | GLY | N-CA-C | 17.93 157.92 113.10

There are no chirality outliers.

5 of 24 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
21 | ASN | Peptide
450 | ILE | Peptide
451 | ASP | Peptide
452 | GLY | Peptide
21 | ASN | Peptide

po| po| po| o o
<|c|lc|lclc

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 1742 0 1673 o4 0
1 B 1742 0 1673 29 0
1 C 1742 0 1673 49 0
1 D 1742 0 1673 4 0
1 E 1742 0 1673 46 0
1 F 1742 0 1673 36 0
2 U 4647 0 4564 295 0
2 \Y 4647 0 4564 992 0
2 W 4647 0 4564 288 0
2 X 4647 0 4564 a87 0
2 Y 4647 0 4562 976 0
2 Z 4647 0 4564 27T 0

All All 38334 0 37420 3690 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 49.

WO RLDWIDE
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The worst 5 of 3690 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:156:ASP:HB3 | 2:U:579:PHE:CE1 1.23 1.68
1:B:157:ILE:CD1 | 2:V:579:PHE:HB3 1.20 1.63
1:B:157:ILE:HG13 | 2:V:579:PHE:CB 1.21 1.57
1:B:156:ASP:HB3 | 2:V:579:PHE:CE1 1.39 1.54
1:A:157:ILE:HG13 | 2:U:579:PHE:CB 1.22 1.54

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.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 205/272 (75%) | 184 (90%) | 18 (9%) | 3 (2%)
1 B 205/272 (75%) | 184 (90%) | 17 (8%) | 4 (2%) 9|
1 C 205/272 (75%) | 184 (90%) | 17 8%) | 4 (2%) 9|
1 D 205/272 (75%) | 184 (90%) | 17 (8%) | 4 (2%) 9|
1 E 205/272 (75%) | 183 (89%) | 18 (9%) | 4 (2%) 9|
1 F 205/272 (75%) | 184 (90%) | 18 (9%) | 3 (2%)
2 U 601/659 (91%) | 479 (80%) | 101 (17%) | 21 (4%)
2 V 601/659 (91%) | 480 (80%) | 100 (17%) | 21 (4%)
2 W 601/659 (91%) | 479 (80%) | 101 (17%) | 21 (4%)
2 X 601/659 (91%) | 479 (80%) | 101 (17%) | 21 (4%)
2 Y 601/659 (91%) | 479 (80%) | 101 (17%) | 21 (4%)
2 Z 601/659 (91%) | 480 (80%) | 100 (17%) | 21 (4%)

All | Al | 4836/5586 (87%) | 3979 (82%) | 709 (15%) | 148 (3%) | | 8]

5 of 148 Ramachandran outliers are listed below:
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Mol | Chain | Res | Type
1 A 108 GLN
1 B 67 LYS
1 B 108 GLN
1 C 67 LYS
1 C 108 GLN

5.3.2 Protein sidechains ()

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 192/250 (77%) 176 (92%) | 16 (8%) 131 43
1 B 192/250 (77%) 181 (94%) | 11 (6%) 24 56
1 C 192/250 (77%) 176 (92%) | 16 (8%) 131 43
1 D 192/250 (77%) 180 (94%) | 12 (6%) 21 53
1 E 192/250 (77%) 180 (94%) | 12 (6%) 21 53
1 F 192/250 (77%) 179 (93%) | 13 (%) 181 51
2 U 494/536 (92%) 446 (90%) | 48 (10%) 9] 35
2 \Y 494 /536 (92%) 447 (90%) | 47 (10%) 36
2 W 494/536 (92%) | 448 (91%) | 46 (9%) 37
2 X 494/536 (92%) 448 (91%) | 46 (9%) 37
2 Y 494/536 (92%) 446 (90%) | 48 (10%) 9] 35
2 7 494/536 (92%) | 446 (90%) | 48 (10%) | [9] 35

All All 4116/4716 (87%) | 3753 (91%) | 363 (9%) 161 39

5 of 363 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 \Y 446 THR
2 W 388 THR
2 Z 347 ASN
2 \Y 499 ILE
2 W 95 ILE
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Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 100 such
sidechains are listed below:

Mol | Chain | Res | Type
2 W 523 ASN
2 X 390 GLN
2 Z 511 GLN
2 W 590 GLN
2 W 641 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.

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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