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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 11.00 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 | . 7
Ramachandran outliers I (Jr— 1.0
Sidechain outliers NN 1.0%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 114402 924
Ramachandran outliers 111179 726
Sidechain outliers 111093 686

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

Mol | Chain | Length Quality of chain
1 A 513 87% 12%
1 B 513 88% 1%
1 C 513 88% 1%
1 D 513 88% 1%
1 E 513 88% 1%
1 F 513 88% 1%
1 G 513 88% 11%
1 H 513 88% 1%
1 I 513 88% 1%

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

Mol | Chain | Length Quality of chain

1 J 513 88% 1% -«
1 K 513 87% 12% .
1 L 513 88% 1% -«
1 M 513 88% 1% -«
1 N 513 88% 1% -«
1 O 513 88% 0% -

1 P 513 88% 1% -«
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 61632 atoms, of which 0 are
hydrogens and 0 are deuteriums.

In the tables below, the AltConf column contains the number of residues with at least one atom
in alternate conformation and the Trace column contains the number of residues modelled with at
most 2 atoms.

e Molecule 1 is a protein called Chaperonin.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A o13 3852 2391 664 772 25 0 0

Total C N O S
1 B o13 3852 2391 664 772 25 0 0

Total C N O S
1 C o13 3852 2391 664 772 25 0 0

Total C N 0O S
1 b o13 3852 2391 664 772 25 0 0

Total C N O S
1 b o13 3852 2391 664 772 25 0 0

Total C N O S
1 K o13 3852 2391 664 772 25 0 0

Total C N 0O S
1 G 513 3852 2391 664 772 25 0 0

Total C N 0O S
1 H b13 3852 2391 664 772 25 0 0

Total C N O S
1 I b13 3852 2391 664 772 25 0 0

Total C N O S
1 J o13 3852 2391 664 772 25 0 0

Total C N O S
1 K o13 3852 2391 664 772 25 0 0

Total C N O S
1 L o13 3852 2391 664 772 25 0 0

Total C N @) S
1 M o13 3852 2391 664 772 25 0 0

Total C N O S
1 N o13 3852 2391 664 772 25 0 0

Total C N O S
1 0 o13 3852 2391 664 772 25 0 0

Total C N O S
1 P o13 3852 2391 664 772 25 0 0
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry. Residues are color-coded according to

the number of geometric quality criteria for which they contain at least one outlier: green = 0,
yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more consecutive residues without

any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.

3 Residue-property plots (i)
e Molecule 1: Chaperonin

Page 5
Chain A:

0819

8L10d

OLTA

ELIS

L9T1

SOTV

63T

LGTV

8vIV

8ETV

611D

91T
STTA

%011

664
861

w6V
€64

06V
TLT
999
oA
€98
€8N
0SA
9€N

CEL

€T
[44%)

€d

TA

98%'1

S.va

999D

8%va

LYYI

S¥va

ToPN

BEVI
TTH1
[1474]
81%9
£6€Y
z6€D
16€Q
BLEA
TLEI
»aeN
6ved
oveY
»6TH
99ZH

€921
[4e14)

lqay

021

2021

T6T4

1%

88%

e Molecule 1: Chaperonin

Chain B:

STLT

Y0LY

£69D

1690

6891

9898

0891

8.9V

TLOY

0L9V

199V

TS99V

+
3

[4:hi}

6291
8TOA

L1971

2194
1191

LO9V
909A

€09V
S89T
8.94
LLSA
9.8S
€9GA

6794

9€9Y
9€9d

9T9d

P18A

|

6661

8864

616D

L

1963
0961

8960

Paen

1961

L961

GE6'T
7e60

T€6D

9064

S06D

¥06a

L88A

%881

L9834

2984

£68Y

L08Y%

6LLH

9LLT
SLLW

6ELI

0ZL1

11%

88%

e Molecule 1: Chaperonin

Chain C:

€ETTT

8CTT1

LITTA

902TD

$021a

20TTA

6611S

€61TI

T6TTV

S8TTY

€811V
bLITY

voTTY

SHITD

(4495
TYITA

0ETTT

STTTY
92!

0TTTY
6T1TA

9TTTY
86071

16073
060TA
mwmﬁm
wpmﬁ>
290TH
6%0TY
8%0TD

=

LTOTA

|

CI8T1

10818

[4354%)

|

vLvTE
ELYTI

TLY1a

LOVTN

13

09%TI

8%¥TT
Ly9Th

444

6T7TY

8TI%1D

AL

00%TA

LB6ETL

08ETH

SLETA

99€TH

0ZETH

CT6TTH

68CT1
88TTH

[4:ta9s

1%

88%

e Molecule 1: Chaperonin

Chain D:

9PLT1

LT

0ELTH

6TLTD

PAYAL

STLTA

TILIS

90LTI

YOLTY

869TY

9691V

L89TY

LLOTY

89971h

9691y
$G9TA

€997

8E9TY
LEITT

€EOTY
TEJTA

6291V

TI911

v0913
€09TA

68GTA

SL8TY

T9STY
TOS1D

ZhS1d

0%STA

L

49c0e1

v10cH

40029

L

L86TH
986TI

RLDWIDE

786Ta

086TN

LL6TT

F

€L6TI

T96TT
096Th

LS6TD

CTE6TY

TEGTD

0E6Ta

€T6TA

OT6TI

€68TY

88814

6,874

€E8TH

SO8TH

208711
TO8TH

S9LTI

EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

ZPDE
e

W


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

3IZH

wwPDB EM Map/Model Validation Report

Page 6

in

Chaperon

e Molecule 1

11%

88%

Chain E

71ETH

8.2CI

66221

¥9cet

5548

TETTH

0€gea

82ccTh

§gees

672CI

Lreey

11221

6022V

00zey

0612V

TLi2h

1972
08721

ov1ITY
Sv1CA

(44144
414
L1i1ca
911CA
§S11CS
(414

880TH

S.0cH
7L02D

96024

€G0TA

L

8€4TT

LgsTa

818TH

|

00823
66721

L6%ca

€67

06%2T

F

98%C1

PLVTT
£L720

0L%TH

SyhTH

4474

554740

9THTA

€2l

90%eH

10%cd

T6ETH

oveTH

8TETH

ST€TT

in

Chaperon

e Molecule 1

1%

88%

Chain F

L9421

99.TY

S¥LTH

£v.LTa

15254

8ELTS

CTELTI

0ELTY

YTLTH

gaLTy

€TLTY

€042V

$892h

T89¢H
089z2A

992y
€9921

659CY
8G9TA

S69TY
8%92A
LEQTT
0€9cH
6292A
829tTS
S192A

T092H

889CY
L8STH

8992¢d

994CA

L

TS0€1

0%0ea

TE0ED

L

£€10€H
CT0€I

010€d

900€EN

H

666C1

18621
9862h

€86CD

8962

LS6TD

9962d

6E6TA

9€62I

616CH

v16cd

q062Y

6482

TEBTH

828T1
LT8TH

76421

TLLTT

in

Chaperon

e Molecule 1

11%

88%

Chain G

98TET

082€1

692€Y

8GTED

9GTEd

2149

TSTES

14439

E£YTEV

LETEN

SETEY

oTTEY

91ZEY

L61€D

v61EN
€6TEA

LLTEY
9L1€T

TLIEY
TLIEA

891V
089T1€1T
evred
THIEN
TVIES
8CIEA

172315

TOoTEY
007€D

T80€d

6.L0€A

L

v98€eT

£469€d

PPSED

L

ogsed
GTSEL

€Tsea

6TSEN

H

TIGEI

008€T

0L%€D
69%€d

2GheEN

6%%E1

CTEVEN

Leved

8THEY

TLEEN

vheEEN

TheEET
0bEEN

voeer

n

Chaperon

e Molecule 1

1%

88%

Chain H

€641

[4:733

TLLED

69.£d

LOLEA

Y9LES

8GLET

9GLEY

0GLEA

8YLEV

6ELEY

6TLEY

0Z.Le1

0TLED

L0LEN
90LEA

S69€T

069€Y
689€1

S89EY
¥89€A

T89€EY
£99¢1
989¢€d
GG9EA
¥99€S

TPOEA

LT9eN

vToed

|

990%3

LG0%D

L

6€0%2
8E0VI

9€0%a

TEOPN

62071

F

ST0¥I

€107
[410574]

60079
1
786¢€Y
£86€D
286¢d
1
S96EA
1
296€1
1
SY6EN

ov6ed

TE6EY

988€

LGBEN

798€1
€98EN

LT8ET

86.LET

n

Chaperon

e Molecule 1

11%

88%

Chain I

TIEPT

90€%T

S6THY

¥8C%D

282%a

08THA

LLTHS

| PX472)

692HY

£9THY

19THY

(4144

47441

a4 4]

0ZTHA
61THA

80T%1

£0CThY
20Ty1

86THV
L6TPA

v6TPY

9LT%T

691%d
89THA

YaTPA

(0452’8

LTTVY
9TT¥D

LO0THd

SOTHA

L

068%1

6,973

0L8%D

|

c¢asya
19671

RLDWIDE

PROTEIN DATA BANK

6%S¥a

ShSPN

H-

8E€SYI

9Z9%'T
fetdeidi]

[44ci4]

L67%Y

96%%D

S6%¥a

8LY¥A

SLYPI

887 HN

£8%%d

44

86EVN

0LETH

LOEYT
99ETNH

0€EYT

5

ataBank



3IZH

wwPDB EM Map/Model Validation Report

Page 7

in

Chaperon

e Molecule 1

11%

88%

Chain J

6718%1

808%Y

L6.%D

S6.%a

€6.%A

06.%S

Y8LYI

14754

9LLYH

YLLVY

SOLPY

SSLPV

9YL¥1

9e.L%l

L%
TELYA

1CLY1

9T.%Y
STLPT

TILPY
0TL%A

LOLPY
68991
c89%a
T89%A
089%S
L99%A

£399%3

079%d
6€9%D

029%d

819%A

L

26094

£809D

L

99094
%9081

290sa

8G0SN

96081

F

19081

6€09T
8€05h

SE€08D
]
0705¥
6005D
8005a
]
T667A
]
886%1
|
TL69Y

996%4

L8674

11691

£88YIW

088%1T
6.L8%IW

£¥8Y1

w281

in

Chaperon

e Molecule 1

12%

87%

Chain K

0T€SD

80€49d

90€GA

€0€SS

L6TSI

96TSY

68T9)

L8TSY

8LTSY

89SV

6%2sh

ei4ch s
S¥TSA

YETST

62TsY
82TST

i144°1)
€2TSA

0cTsy
202s1
S6799
¥61SA
€61SS
€8TSN
087SA
9978)

29181

€979Y
CG18D

€€149d
TETST
TETSA

97991

90953

96999

8,953

LLSST

G.949a

TLSSN

%9491
TG99
18550
8%35D
€295y
fd4clp]
j14ci=d
$0sg9A
TOSSI
v8vay
6.%94
0,954
i474°%)
96ESH

£6€9T
TBESH

99€9I

LgEST

TEEqT

T2eSy

in

Chaperon

e Molecule 1

1%

88%

Chain L

S%891

pesay

£289D

72830

6189A

91888

01851

8083V

T0839Y

008SY

T6LSY

T8LSY

29Lsh

6G.L9)
8GLSA

L9LST

chLSY
TPLST

LELSY
9ELSA

E€ELSY
STLST
80493
LOLSA
90488
€693A

6,99

99994
S995D

9%94d

¥P9GA

L

621971

81193

60799

L

716093
0609T

8809a

809N

78091

F

L1091

99091
909h

19099
1
9E09Y
SE09D
v€09a
1
LT09A
1
1091
1
L6694

6694

£869Y

LEBSH

606SGKH

90681
S06GH

69891

049881

n

Chaperon

e Molecule 1

11%

88%

Chain M

£9€91

89€91

LYE9N

9EE9D

ve€9a

CTEEIN

62E€9S

£2TE9I

12E9Y

STE9N

ETEY

Y0e9V

¥629V

G290

TLTON
TLTOA

09291

eistdk s
$9291

0829V
6%C9A

9vToV
82T91
12cod
0ZT9A
61298
90Z9A

2619

6LT94
8LT9D

LSTOA

2¥991

T€99d

22999

70992

£0991

T099a

L699N

06991
8.9971
L2990
vL99D
67994
87999
L9990
0E€S9A
LTS91
0199%
§0994
96794
0879
CTTHON

61791
8THON

89T

n

Chaperon

e Molecule 1

W

11%

88%

Chain N

91891

14891

0989

6%89D

L9890

SY89A

T¥89S

9€891

vE8IY

87894

9T89Y

L1189V

L089Y

88.90

S8.L9)
¥8.L9A

€LL971

8994
L9297

€99V
TOLOA

6359V

T9L91

vEL9E
E€ELOA

6TLOA

S0L9Y

6994
16999

CL99d

0L99A

L

SGTLT

vh1LE

SETLD

|

LTTLE
9TTLI

RLDWIDE

PROTEIN DATA BANK

PT1L0

OTTLN

LOTLT

F

€0TLI

160L1
060.LD

L80LD

T90.LY

19049

090.4a

€90LA

0%0LI

€2T0.LY

810.L4

600.4

£969)

SE69H

TE691
TE69H

S6891

5



3IZH

wwPDB EM Map/Model Validation Report

Page 8

in

Chaperon

e Molecule 1

10%

88%

Chain O

a2

80%LI

68ELT

78eLT

ELELY

CTOELD

09€.a

8GELA

SGELS

67ELT

LYELY

TPELY

6EELY

0EELY

0ZELY

T0€Lb

182.4
08241

9LTLY
SLTLA

TLTLY
¥&TLT
Lygla
9YTLA
SYTLS
TETLA

81T.LY

S0T.LY
70TLD

S8T.Ld

€8TLA

899.1

LG9.L3

8%9.LD

0€9.3

629.L1

LzoLa

€TOLN

919.1
709LT
€09.L0
009.4D
S.S.4
¥LSLD
€L8.0
98G.LA
€4G.I
9EG.LY
1€9.4
(447X}
OLYLY
8YhLW

SYPLT

in

Chaperon

e Molecule 1

1%

88%

Chain P

L68LT

988.LY

S.8.D

€.8.0

TL8LA

89815

T98LI

098.LY

vG8.LY

TG8LY

£v8LY

€EBLY

BI8.LD

T18.%
0T18.LA

66.LLT

v6.L.LY
€6LLT

68LLY
88L.LA

S8LLY
8LLLA
L9LLT
09..3
6GLLA
8GLLS
S¥LLA

TELLN

8TLLY
LTLLD

969.LA

18181

0.183

19189

£¥184

(474529

0%18a

9ET8N

62181
L1181
9718l
£1189
88084
18089
98080
69081
99081
67083
%7084
S€08Y
6863
T96.LI

896471
LS6LNH

TT6LI

206.L1

RLDWIDE

w_ 0

erpBe

PROTEIN DATA BANK

EMDataBank



Page 9 wwPDB EM Map/Model Validation Report 31ZH

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, D Depositor
Number of images Not provided Depositor
Resolution determination method | FSC at 0.5 cut-off Depositor
CTF correction method Not provided Depositor
Microscope JEOL 2010F Depositor
Voltage (kV) 200 Depositor
Electron dose (e~ /A”) Not provided Depositor
Minimum defocus (nm) Not provided Depositor
Maximum defocus (nm) Not provided Depositor
Magnification Not provided Depositor
Image detector Gatan 4Kx4K CCD camera Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

. Bond lengths Bond angles
Mol | Chain | 1 o7 #Z| >2 RMSZ #|Z| >2
1 A 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 B 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 C 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 D 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 E 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 F 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 G 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 H 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 I 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 J 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 K 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 L 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 M 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 N 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 ) 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
1 P 0.89 3/3875 (0.1%) 0.76 1/5214 (0.0%)
All All 0.89 | 48/62000 (0.1%) | 0.76 | 16/83424 (0.0%)

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.

<
)

Chain | #Chirality outliers | #£Planarity outliers
A 0 3

[y QRSY [SSY [y [y puiy Sy Uy S
el =1 i Res|Nes| Rwik@] fvs)
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Ol W] W Wl W] W|W|wWw

Continued on next page...
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Continued from previous page...
Mol | Chain | #Chirality outliers | #Planarity outliers
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The worst 5 of 48 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 J 4621 | GLU C-O -5.72 1.12 1.23
1 L 5647 | GLU C-0O -5.72 1.12 1.23
1 N 6673 | GLU C-0O -5.72 1.12 1.23
1 P 7699 | GLU C-0O -5.72 1.12 1.23
1 K 5134 | GLU C-O -5.71 1.12 1.23

The worst 5 of 16 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 N 7134 | ALA | CB-CA-C | 5.10 117.76 110.10
1 P 8160 | ALA | CB-CA-C | 5.10 117.76 110.10
1 I 4569 | ALA | CB-CA-C | 5.09 117.74 110.10
1 K 5595 | ALA | CB-CA-C | 5.09 117.74 110.10
1 M 6621 | ALA | CB-CA-C | 5.09 117.74 110.10

There are no chirality outliers.

5 of 48 planarity outliers are listed below:

Mol | Chain | Res | Type Group
119 | GLN | Mainchain
138 | ALA | Mainchain
475 | GLU | Mainchain
632 | GLN | Mainchain
651 | ALA | Mainchain

[y e =
| B B=| | =

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
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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 3852 0 3996 88 0
1 B 3852 0 3993 85 0
1 C 3852 0 3993 83 0
1 D 3852 0 3993 83 0
1 E 3852 0 3993 81 0
1 F 3852 0 3993 86 0
1 G 3852 0 3993 85 0
1 H 3852 0 3993 85 0
1 I 3852 0 3993 85 0
1 J 3852 0 3993 85 0
1 K 3852 0 3993 87 0
1 L 3852 0 3993 83 0
1 M 3852 0 3993 83 0
1 N 3852 0 3993 83 0
1 O 3852 0 3993 82 0
1 P 3852 0 3993 86 0

All All 61632 0 63891 902 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.

The worst 5 of 902 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:D:1984:ASP:OD1 | 1:N:7091:LEU:HD21 1.45 1.17
1:D:1961:LEU:HD21 | 1:N:7114:ASP:OD1 1.45 1.17
1:G:3500:LEU:HD21 | 1:K:5575:ASP:0OD1 1.44 1.16
1:A:422:LEU:HD21 1:1:4549:ASP:0OD1 1.44 1.16
1:H:4013:LEU:HD21 | 1:J:5062:ASP:OD1 1.45 1.16

There are no symmetry-

related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 B 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 C 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 D 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 E 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 F 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 G 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 H 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 I 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 J 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 K 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 L 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 M 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 N 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 O 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65
1 P 511/513 (100%) 486 (95%) | 20 (4%) 5 (1%) 19 65

All All 8176/8208 (100%) | 7776 (95%) | 320 (4%) | 80 (1%) 24 65

5 of 80 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 5 ASN
1 B 518 ASN
1 C 1031 ASN
1 D 1544 ASN
1 E 2057 | ASN

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.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 B 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 C 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 D 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 E 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 F 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 G 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 H 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 I 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 J 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 K 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 L 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 M 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 N 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 o) 414/414 (100%) | 410 (99%) | 4 (1%) 82
1 P 414/414 (100%) | 410 (99%) | 4 (1%) 82
All | ALl | 6624/6624 (100%) | 6560 (99%) | 64 (1%) 83

5 of 64 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 H 3689 LEU
1 I 4542 LEU
1 O 7620 LEU
1 H 3720 LEU
1 1 4202 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

such sidechains identified.

5.3.3 RNA (D

There are no RNA molecules in this entry.
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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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