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PDB ID
EMDB ID
Title
Authors
Deposited on
Resolution

Jun 1, 2025 - 12:56 AM JST

9LR9 / pdb_000091r9

EMD-63322

Local reconstruction of bovine adenovirus type 3 capsid
Xiao, H.; Liu, H.R.

2025-01-30

3.30 A(reported)

This is a wwPDB EM Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https:/ /www.wwpdb.org/validation/2017/EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

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

EMDB validation analysis : 0.0.1.dev118

MolProbity : 4-5-2 with Phenix2.0rcl

Percentile statistics :  20231227.v01 (using entries in the PDB archive December 27th 2023)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.43.1


https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#references
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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 3.30 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 Il 15
Ramachandran outliers T 0 T 0.3%
Sidechain outliers I ll 0.2%

Worse

Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 210492 15764
Ramachandran outliers 207382 16835
Sidechain outliers 206894 16415

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 of 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%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 A 911 i 62% 36% -
1 D 911 i 68% 31% .
1 F 911 65% 34% .
1 G 911 i 64% 35%
1 H 911 A 63% 35% -
1 I 911 64% 34% -
1 J 911 i 65% 34%
1 X 911 i 66% 33% .

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

Mol | Chain | Length Quality of chain
1 Y 911 i 60% 39% -
1 g 911 65% 34% -
1 h 911 A 66% 33% :
1 i 911 i 64% 35% B
2 B 263 7% 92%
2 L 263 17% 81%
2 S 263 0% 87%
2 T 263 .W . 89%
2 V/ 263 %‘ . 91%
2 a 263 -W. 90%
2 b 263 0% - 89%
2 | ¢ 263 | . o
2 | d 263 | e 7o
3 C 171 . 95%
3 U 171 . 95%
3 e 171 . 95%
3 f 171 . 95%
5%
4 E 80 34% 14% 52%
) K 568 i 38% 8% 54%
6 M 410 19% 73%
7 N 216 i 69% 4% 1%
7 R 216 63% 19% BT T
8 O 125 i 76% 13%  11%
8 P 125 n 68% 21% T
8 Q 125 | * m— o ———

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

Mol | Chain | Length Quality of chain
8 \% 125 = 80% 9% | 11%
9 ] 482 = 67% 25% 9%
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2 Entry composition (i)

There are 9 unique types of molecules in this entry. The entry contains 101800 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 Hexon protein.

Mol | Chain | Residues Atoms AltConf | Trace
L A 900 3?;?’)1 45C44 1;\;7 1;.51 SSl 0 0
1 b 903 3(2);?’)1 45C74 1;\164 18?54 SSl 0 0
L s 905 33?81 45CS3 15\167 15?57 381 0 0
L G 07 3351&81 45CS9 1;39 1;.59 381 0 0
L H 901 338?91 45CG6 15\162 12?51 380 0 0
! ! 899 ?it?%jll 45(?39 1;\154 1??51 380 0 0
L J 909 332%1 45(596 1;\171 1?232 381 0 0
L X 904 3(2);)%1 4507 9 1 ;\165 1?%5 381 0 ¥
L Y 904 ’5(2);)%1 4507 9 1;\235 1?%5 381 0 ¥
! i v0 1;(2);&81 45083 1;\(137 1:?57 381 ! ;
L h 205 3(2);21 45CS3 1;\6137 1??57 381 0 ¥
L i 904 3(2);:81 45C7 9 1;\165 1??55 381 0 0
e Molecule 2 is a protein called PVI.

Mol | Chain | Residues Atoms AltConf | Trace
2B ™ N e | 0|0
B N
2| ® 59 B ; 0

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

Mol | Chain | Residues Atoms AltConf | Trace
IR ST HEEE
IR T HERNE
2 A 27 Tzoot({;Ll 123 ?1:; ??6 g 0 0

2 v | mawna| O |0
2 ¢ 26 T109tgl 1(;1 3N8 ??5 g 0 0
2 a6 | mm g | 0 |0
e Molecule 3 is a protein called Pre-histone-like nucleoprotein.

Mol | Chain | Residues Atoms AltConf | Trace
NPT HERE
KN HIERE
IR HIEEE
RN HIERE
e Molecule 4 is a protein called PX.

Mol | Chain | Residues Atoms AltConf | Trace
IR EEE

e Molecule 5 is a protein called Pre-hexon-linking protein Illa.

Mol | Chain | Residues Atoms AltConf | Trace
g K 262 ggza; 12084 3121 385 2 0 0
e Molecule 6 is a protein called PV.

Mol | Chain | Residues Atoms AltConf | Trace
0 M 110 1;30;?1 5(1]8 114\116 1((?9 ZSL 0 0

EMD-63322, 9LR9
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e Molecule 7 is a protein called Pre-hexon-linking protein VIII.

Mol | Chain | Residues Atoms AltConf | Trace
7 N 178 r‘lrzga?l 857 21;4 2(6?1 ? 0 0
7 R 178 r‘1FZE)a7l 8(837 21;4 2(691 ? 0 0
e Molecule 8 is a protein called PIX.

Mol | Chain | Residues Atoms AltConf | Trace
8 O 1 T806t Sa l 5?1 11(\510 1((?9 2 0 0
8 P 1 T806t Sa l 5?1 11(\310 1((?9 2 0 0
8 Q 1 T806t i’? l 521 11(\SIO 1((?9 2 0 0
8 v = EOGt ; l 5?1 116\310 1((39 2 0 0
e Molecule 9 is a protein called Penton protein.

Mol | Chain | Residues Atoms AltConf | Trace
9 ] 4l ggg?)l 22(?35 61(\)19 6(7)5 181 0 0
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green = 0, yellow = 1, orange = 2

wwPDB EM Validation Summary Report

atom inclusion in map density. Residues are color-coded according to the number of geometric

quality criteria for which they contain at least one outlier:
and red = 3 or more. A red diamond above a residue indicates a poor fit to the EM map for

this residue (all-atom inclusion < 40%). 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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

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

Page 8

36%

62%

Chain A:

LOEN
90€X

TOEN

20ed

8620
1624

€624
262N
T62d

88¢d
182V

S8CH

£8CS
281

69CH

99CH

€92d

29Tl
79271

652a

PAstace
feletact

€524

TSl

LvTH

(474
T¥CA

9€TA

el

122D

81¢s
L12D

120

L0271

S02d

€02D

7081
€080
208d
TO8A
008d
66LH
86.D
6.3
96,4
S6.d

€6.4
6.0

L8LK
98LY

€8LL
8.4
T8LH
LLLD
9.0

TOLW

1180
0T8M

608H

508V

€06d
2061

L68A

7681

T68H

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

e Molecule 1: Hexon protein


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

EMD-63322, 9LR9

wwPDB EM Validation Summary Report

Page 9

31%

68%

ool
[
II:ﬂ

Chain D

$ETD
€ETL

TEIN

4%

¢TIN
TCIA
0zTv
L118
€114
TT1V

661
86S

7671

991

094

8SL
LSL

TSy

8%d

i

6ed

9ed
€€l
821
21
9TV
(499
oTM

60

8d

LT
ON

S¥ea
(4748
8eTH

sezh
vecL

62CI

122D

eced

81CS

9TCk
G120

€1l
[424)]

802y
S0TH
2T6TL
88TI
S8Th

€874
281d

9LTY

S9TH
910

291a

9GTI

eiad
€STA

LYTI
9VIL
SYT
CYTH
6ETN

LETD

Lved

vvel
EVEN

TveT
0veT
B6EEN

9€ES
SEET

0ged

8CeT

€CeEN

S1€T
vien

90€X

TOEA
00€d

1624
v6CI
T62d
06cd
682N
88¢d
€8S
08z
6.LTA
8LTH
9,24
69CH

€92d

(4528

24728

9YIN

¥vvd

791

B6ETA

cevd

8CHY

9C¥y1
STYN

TTVN

61¥T

1745728

60%S

SOPN

E07M

TO%D
007D

86€Y

96€A

28ed

08€X

9.ed

E€LEN

0LEN

89€I

8GEW

93ed

7SeEM

cses
TS€d

6veY

G8SS
78S

7854
89SV
S LS
65971
958b
GS9T
¥SSI

TSSA
08S8d

8¥SY

¥vsa

9€ST

T€SI

phac)s

¢TSI

€19D
2191

80894

S0ST

26va
T6VW

L8%S

78vL

Z8Y1

08%A
6L7A
8L%L
LL%a

€L¥S

6974

L9PN
99V

79va

$690
769N

T69M

989Q

890

6,94
8L94
LL9L

§.98

8991

999d
S991

€999

T99X

959a

059V

L1994

€%91
{47421

0791
9€9Y
S€94
veov

TEON
0€9Y

929d

TZON

TT9V

6091

1694

S6SW

€653

T6SL

98SH

€080

TO8A
008d

16,3
96.4

€6.4
¢6.LD

88.LM
98LY
98.d
Y8LL
T8LH
LLLD
L9LN
9.0
09.d
¥SLd
0824

LYLA
9%.La

9€LI
SELN
YELX

TE€LT

9¢Ld
STLM
vcLa
€TLA

TCLW
0TLN
61.LS
LILY
9TLA
STLN
0T.LQ

90X
S0LI

00Ld

L68A

681
v68A

068d
6830

188A

884
T88A

6.84
€181
6981
898d
1980

984

0 1980

8G8H

6780

L9871

781

TY8IW

6ESH

LESN
9€8S

0€8M

8281
§28D
{448

618d
8180

0 2184

9181

906V
S06S

e Molecule 1

€06d
2061
T064

11

Hexon protei

34%

65%

Chain F

verd
€e1s
TTIN

4258
60TY

80Ta
L0TT

SO0TD

€0TI
66.L

€6A

88A

84
£8Y4

8LA
9LL
cLa
9971
€94
z9d
198
8GL

LSL
9GA

(444

(98

el

82TH

j444\%

zeed

6TCA
81¢S

97Tk
ST120

1121
072d

802Y
L0271

S02H

€029

T02h
0oza

C6TL

8811
181D

281d
1810

6LTL
9LTV
€9TT
€STA

6710

LY11

SYTh

E€¥Td
[4743:1

6ETN

€ETL

vyel

0%eT
6EEN

9EES

veex

0€Ed

8¢€T

€TeEN
ceel
12ed
0zes

9TEV
STET
vien
€0€T
TOEA
6620
862d
L62H

%621

C6TN

0624
682N
88¢d

28¢1

9,24

€92d
[4TAN
1921
09zZA

PAAC)
feletacs
feis{ AN

CSCA

0szd
6¥cd
8¥CN
L%TH

svea

6EVA

SEVT
Yevd

CEYY
TETM

PX44 4

474
{4472\

0Z¥vd
6171

ETVA

TI7N

SOPN
7070

[40j4))

00%d
66EN

96EA
88eb
¥8€1

18€D
08€X

LLEW

S.Led

ELEN

TLEA

89€1
L9EA

09€s
639
83EN
LSEV
93ed

vsen
E€GEN
CSES

Lved

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63322, 9LR9

wwPDB EM Validation Summary Report

Page 10

8¥sY

¥vsa
€VSA

8€Sd
LEST

SEST
veST

TSI

9zsb

741N

L7154
9T5Y

PISN
€TSD

11871

8054

COSN

L6774

967d

S67N

c67a

L8¥%S

¥8vL

6.L%A

€LVS

LO¥N

79vd

oL

6STN

PSvI

1S7d

VA4S
9V¥N

1991

€LS1

0LSA

89SV

9950
S9SA

€991
2980

6991

LSSS
EED]

¥SSI
€GSH

TSSA

TVLA

6eLb

9¢Ld
STLM

€CLY

9TLA
STLN

0oT.La

S0LI

20Ld

1691
9694

L89S
9890

289V

08934
6,94

S.98
CL94
6990
999d
S991

799l
€999

T994

259D
1991

679d
8Y9L
Ly93

€791
2794

0%91

9€9Y

TEON
0€9Y

£06d
206L
1064
L68A
L88A

788A

8G8H

6E8H

9€8S

11

: Hexon protei

e Molecule 1

35%

64%

m

w0 O
—
[<4=]

Chain G

€218
2TIN
TCIA

ST1d
14258
eTTd
[
TTIV

60TY
801Q

761

i
2]
II’JII

©
N
A

o
[N
. -JII

]
o
IIm

o
3]
<

©
-
<

62cI

eced

61CA

120
v12d

[414i]
T2l
ot1ed

1,021

4

€02D

96T

T6TM

6814
88TI

9811
S8Th
¥81d
€814
281d
1810

LLIN
€L7d
S9TH
910
€971
9STI
€STA

6710
871V

9YTL
SYT0

LETD
eI
€ETL
CEIN
TEIN

verd

8C€ET

STEA

ETEN

128D
81ed

ST1€71
viea

0 01€d

LOEN
90€X
SOEX

€0€1

6620

L624
9624

7621

26CN

682N

98¢V

€8S
28T

9,24

€9¢d

1921

652a
9g¢d
€9cd
{414\
1521l

L%TH

svca

(4448

TeeH

9EVA
SEVT

(45748

6CYN
8CHY

921
STYN

P47
{44774

61%1

9T¥A
STPD

TTVN
60%S
10D
86€Y
96EN
zeeyd
¥8€1

€8ed
28¢€d

08€X
6.LEN

O N~ 0o o o
[ S Ny ] )
S <
HA B> > =

LLEW
9.ed

TLEA
0LEN
69€Q
S9€EN
8GEN
93ed
E€GEN
TSes
TS€ed
Lved

CEEN
Teed

vvsa

LEST
9€ST

7EST

T€SI

8254
pxac)

74T\

819D
L7184
9154
STSD
VTSN

21871
1181

8054
T0SYH
00SH
667H

z67a
T67I

Y8YL

€LYS

6974
89%D
LOTN

G974

9S%T

¥SPI

T8%d

(44723

8EVN

S6SN

€653

783N
€89d
¢854

89SV
954
T9GN
PRI
9350
S9GST

98I
€GSH

TSSA
085

8%54

9%Ss

Y9Lb

¥9L4

0893
6,94

999d
899X

%594

¢

298K

09871
658V

7881
058N

7981

LESN
9€8s

[44:08
1284

678d

0 1184

218d
1180

0 oT8M

608H

606V

7064
€06d
C06L
To6Yd
00671

L68A
9684
S681

2684

888H
L88A

7881

2884
188A

9.8&
§.8T1
7181
€181

6981
898d
1980

S984

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63322, 9LR9

wwPDB EM Validation Summary Report

Page 11

Hexon protein

e Molecule 1

X
n
™

63%

Chain H

4228

C1is

60TH
801Q

S0TH

€0TI

661

€CTA
[44c

(/4 4
61d

0
—
o

9TV

€T
(428

0TM

[414]

802y
L0TT
90TA
S04

€02D
coey

66TI

S8Th

€874
281d
1810

6LTL
8LTL

9LTY

€L1d

SOTH
91D
€911
9STI
€STA
6710

Eiad]

€¥1d
CYTH

6ETN

CEIN
TEIN
0eTd
62TV
8CIS

9C1d

O - N®
mAa NN
P e e I
<> =0k

9TTX

vien
€1€D

90€X
TOEA

6620
8620
L624

v6c1
€624
26CN
162d
o6cyd
68N

L8tV
98TV
S8CH
182D
08zd
6.LTA
8.LTY
9,24
9921
¥9za
£9¢d
1921
092A
6520

elstacs
SGTL

€524
[4cta
TSclL
L%2D
[444%
oA
sezh
TeeNd
L2TH

cced

9TCA
ST120

STHN
{74728
ecvd
(44721
6171
9TV
0T¥%a

E0VM

107D

8624

96EA

¥6€H

L8EA
98€D

69€d

09€s

LGEV
95ed

vem
E€9EN

67eYd

LyeYd

EVEN

6EEN

€TEN

STET

88%d

98%M
S8%YH
78%L

[4:528
6L7A
8LYL
LLva

6974

LOVN
99¥H
S9VA

€9%X

¥SvI

1S%d

8v¥i
LYYT

¥¥vd

9EVA

(454!

6CVN

8CHY
LewV

619d
8191

¥es1

T€SI

6T.LS

LTLY
9TLA

903

¥0.L3

004d

L6971

$S690
769N

269d
T69M

S.98

6990

999d
S991

€999

Yvox
EV9T
[474°LS

0791
6€9S

YEIV

ZEOM
TEON
094

29b
€T9L

TToN

oesM

3

9280

T8N
1284

678d
8180

0 1184

9181

0 $TI8H

€784
c¢18d
T180
oT8M

9081

7081
€080

TO8A

66.LH

6.3

S9LA
09.d
¥5Ld
E€VLT

TvLA

106D
906V

€06d
2061
T064
0061
L68A
6880
188A

2884
T88A

81871
LL8A
9.8K
TL84
1980
998N
9984
7984
98N
T980
0981
SS8N
L¥8T1
€¥8S

BEBN

1mn

: Hexon protei

e Molecule 1

34%

64%

Chain I

LIS

ST1d

€114
(435

60TH

LOT1
9071

1014

661
86S

sea
761

L22TH
ceed

6TCA
81CS

9TCA
ST120

L0TT

S02Yd
€029
6611
C6TL

9811
S8Th

€874
28T1d
1810

9LTY

€L1d
LT

o

0LTH

991D
SOTH
7910
€9TT

9GTI
671D

LYTI
9YTL

YETD

62TV
8CTS

9¢1d

€TS8
2TIN
121X
0CTV

CSES

862
L62d

v6cI
€624
262N

682N
98¢y
S8CH
8zh
182D
0823
6.ZA
TLCA
0LV
69CH
89CA
L9271
€9¢d

PAACS
feletacs

2ScA

6¥cd
8¥ZN

(0498

veeL

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63322, 9LR9

wwPDB EM Validation Summary Report

Page 12

8¥¥i
LYY
9VTN
¥¥vd
SEVT
CEVY
627N

STHN
{4478

{44721
61¥%1
0T¥%a
70vh

E0VM
[ 404}

00%d
66EN

96EN

¥6€H
68€1
€8€ed

28ed
18D

6LEN

9.,€4

vLed

TLEA

89€1

99¢eY
S9EA

29ed

65€d
8SEN
LSEV

SGEN
vsem
ESEN

PSs1
€GSH
CSSN
TSSA
0G5d

8754

jagcs
47457

T¥SA

8€4d
Le9T
9€9T
S€9T
ves1

T€SI

LSy
9zsh

wzsn
0254
6150
8190
L7184
21971
1191
0150
8054
7054
00SH
66VH
96%d
€67N

78¥L

2871

LL%Q

SLYT

6974

LOVN

TOVN
09%L

18G4

SLSA

89GY

9950

%954
€957
295a
TOSN

8GSL

95Sh
§GS7T

9L
€924

6.4
670

TVLA
0%.LD

8ELA
LELD

LTLY
9TLA

90.L%

S991

€999

0991

LL8A
9.8&

7,87

6981
898d
L,98a

%984
€981

1980
0981

TY8IW

6E8H
0E8M
928d
[44:)')

L1784
9181

oT8M

7081
€08b
2¢08d
TO8A

66.LH

S6.d
Y6.LY

0884

11

: Hexon protei

e Molecule 1

34%

65%

Chain J

9TTA

TITA

2118

60TY
80Ta

90TL

€071

661

96

€6A

88A

84
£8Y4

084

1.0

< <

(0j98
62C1
122D
ezed
81¢s

[414)]

ored

S02H

€0TH

6LTL

LLIN

SLTX

€971
291a

9STI

€218
¢TIN
TCTA
0zTV

TTEN

€92d

1921

652a
feletace
{41418
6¥cd
8¥ZN
L%TH

7¥Th

{4448

61¥T
91PN
STPD
745728

TTPN
(0] 574¢8

E07M
86€Y
V6EH
zeeYd
98€D

£8€d

T8€D
08€X
6LEN

TLED

0LEN
69€Q

L9EA
99¢€Y
S9€EA
29ea

LSEV
9sed

vSem
E€GEN

EVEN
9€EES
€eel
0€ed
8C€1
1280
81ed

vien
€T€D

€LYS

6974

L9PN

S9PX
vova

ESPN

2174728

Wyl

Tevy
TEVM

92Ty
STYN
444"

CTVN
11444

j74l]

TZON

679d

919X
ST9T

ETON

TT9V
0198

909N

€090
209a

L8SN
98SH

6.5V
GLSA
¥954

099D

8931
1888
9550
GSST
¥SSI
€SS

TSSA
0SS

8%y

SPSM
vyea
€794
[474hN

8€9d
SEST
T€SI
8254
prac)s

9TSh
§2Sd

TVLA
LELD
TELT

9TLd
STLM
veLa
€TLA

0CTLN
B6TLS
8TLD
LTLY
9TLA

90.%

LESN
9€8S

TE8Y
0€gsM

[44:)8

618d

0 1184

91871

8G.4

0S4

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63322, 9LR9

wwPDB EM Validation Summary Report

Page 13

806N

S06S

€06d
C06L
To6Yd
0061

888H

9884
2884
T788A
0884
8181
S.871
.87
€181
6981
1980
998K
5984
7984
658V

7981

111

: Hexon protei

e Molecule 1

33%

66%

m

Chain X

80Ta
L0771

cota

LD
9LL

9¥%CN

(98

L€TH

vecL

122D

112D
912k

012d

802y

9sed
SSEN
TSeM
TSES
67€d
EVEN
0%eT
9€Es
zeeN
Teed
ogea
SCEA
€TEN

STET
vien

LOEN
624
v6c1
€624
z6TN
T6cd
0624
682N
S8CH
€8CS
0823
TL2A
S92l
29¢l
09zA

PAstAct
95¢d

45198
[4{4)
0sca

L¥Td

99¢eY

09€S

8SEN

S9SA
7954

29sa
TOSN

8951

LSSS
9550

99V
29vL
95V

¥SvI

V.97

TL94

999d
9991

€999

T99A
0991
6594
€%9T

0%9T

8E9M

994
S€94
veoy

0€9Y
6298

929d
S291

ETON
TI9V
0798
6091
8094
€090

1654

S6SH

€694

683V
88SL

49898
Y83

18584
LLST

S.LSA

€8LL

T8LH
8LLI
LLLD
SV
TOLW
09.d
6SLI
GSLT
TSLL
0824
670

¥vLid
€VLT

8ELX

SELN
YELX

8CTLA

9¢Ld
STLM
veLa
€TLA

o ¢ w» ~
] —
Q 0 © Q
=== IIm II

TCLW

6T.LS

LTLY
9TLA

0T.LQ

L0LI
90X

v0.L3
€0L4
20Ld
1691
769N
T69M
289V

6,94

LL91

0883
LL8A
918K
S.1871

1980
998

7984
658V

088N
6780

L9871
68
9€8S
0oe8M
LT84
8l

618d

808d
508V
7081
£08d
208d
T08&
66.LH

96,4

0 €6.4

6.0

06,4

88LM

98.LY
§8.d
78.LL

5068
7064
€06d
2T06L
T064
L68A
188A
€880

T88A

11

- Hexon protei

e Molecule 1

39%

60%

Chain Y

60TY

€0TI

LS1

Ted
0€d

61d

STI

€61V
TeTL
T6TM

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63322, 9LR9

wwPDB EM Validation Summary Report

Page 14

982V
G8CH

2821
1829

6.LCTA
8.LTY

c¢led

29Tl
1921

pAstact
eistact
G52l

TSCA

0sca

L%TD

S¥ea

(4448

(0j98

YETL

prasi)
9CCH

eced

61T
81¢s
112D
912k
G120

[4143]

0t1ed

L0271
902A
5024

€02H
ooy

L6TV

761D

€EEL

T0SY
00SH
66VH
96%d
68%a
2871
08¥A
LL%a
9L%1
SLYT
€L¥S
SOVA
(4540

¥SvI
€SN

TS6%d

L9

W1

8ETN

SEVT

(454

0EVT
627N

9T¥'1
STYN

6T¥1

1694
S6SH
T6SL
98SH
S8SS
783N
€89d
2894

813K

8€9d
LEST

SEST

€ESN
CESYH

8294
§¢9d
6150

TISN
€799

07sb
8054

S0§T

9694
769N
0691
9890
T89A
0893
6,94
S.98
CL94
8991
L99K
999d
€999
1991
€791
0791

9€9H

TEOM
TEON

¥SLd

6%.La

TVLA

6£LD

9€LI

YELA

CELV

0 WO
NN NQ N
[l S
MAEma

TCLW
0TLN
6TLS

LTLY
9TLA
STLN

(42

0T.La
60LA

€0.L4
0.4
TOLN

048N
6981

1980
998
5984
7984

CT98N

09871
658V

€58%

6780

L%81
9%8a

8€84

£€8d

Te8Y

€06d
2061
T06Y4

L68A
2684
6880

188A
9884

T88A
0883
6184

918X
G181
7.81
€181

11

: Hexon protei

e Molecule 1

i£4%S

CTIN

811D

9TTA

4958
€174
[

€0TI

34%
|

66.L

96N
s6ea
761
€6A

L8V

84
€84

™ ~
©Q ..u)
~ £

4:li]
198
094

8GL
LSL

feieled

65%

{44

ogy
61
8Th

9TV

Chain g
->

CSCA

LvTd

(444"

[j7a8

122D

81¢s

S120

L0271

S02Yd

€02D

T02h
00za

96TH

88TI

98TT
S8TH

€814

1810
LLIN
€LTd
991D
SOTH
Y910
€971
9STI
PAASN
9%TL
SYTh
CYTH
BETN

SETd
BETD

0€Td
62TV

92Td

T7e1
0%eT
6EEN

LEEX

0€Ed

8zeT
Lgeda

€TEN
ceel
12€b

6TES
8Ted

STET
vien

80€S
LOEN

SO0€X
YoEN

TOEA

862d
Lecyd

%621

(4141}

0624
68CZN

1

€8CS
2821

8.LTH
oLey
L9271
4
2921
19271
09zZA

9624

{108
€5¢d

1747208
154748
8EVN
9EVA
CEYY

8¢y

£y
{4471

61%1
ST¥D
60%S
SOPN
i)
£0%M
2o
96€A
18€D
08€X
6LEN
LLEW
E€LEN

0LEN
69€d

S9EA
29€ed
63ed

95ed

vaeEM

67€d

L7€d

SveL

E£VEN

L1984

44k

0%SL

8€9d

SEST
¥eST

TE€ST

pracys
92Sh

vzsn

6139

L7184
9194
ST9D

C181
T1871
015D

8054

9054

T0SH

Levd

L8YS

S8%H

2871

08%A
(VA7

6974
89%D

€974
9L

65PN

9S¥T

¥SvI

TS%d

TT9V
0798
60971
8094

909N
S094

€090
TO9N
865N
S6SKH
T6SL
683V
L8SN
98SH

9898
78S

2854
1854

6.LSV
8LSK

SLSA

995d

7994
€991

T9SN
099D

8S9SL

955b

¥SSI

0S§5d

8%y

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63322, 9LR9

wwPDB EM Validation Summary Report

Page 15

YeLA

8TLA

9cLd

9TLA

€0L4
0L

9694
€699

269d
T69M

1284

[aacy s
1284

618d

0 1184

9181

€784
218d

+

66LH
86.D

96,4

09.d

9S.LH

6.4

0824
6%.La

¥vLd
€VLT

TVLA

8ELA

9€LI

11

: Hexon protei

e Molecule 1

33%

66%

Chain h

]
€TS8
2TIN

084
6.LS
8LA

9LL
S.a

{444
sech
8¢eH
444\
cced
81CS

ST120
¥1ed

8024
L0271
902A
S0cYd
€02
6611
CT6TL

9811
S8Th

€874
281d
1810

LLIN
9LTY

LT

891Q
S9TH
7910
€971
SGTL
€STA
6710
Eiads]

LETD

SETA

€ETL
CEIN

E€GEN
2Ses
TS€d

67eY

Lved

B6EEN

veed

CEEN
6zed
8CeT
Lzea

LOEN

S0€X

20D
TOEA

6620

1624

€624
z6CN

68CN

8¢V
98TV

= Nm
0 0 ©
AN
S a0 o

6.LTA

792a
€92d
29Tl
1921

feletace
eis[A N

€524

TSl
(ojsacs

L%TH

S¥ea

TSvd

i

£07M

TO%D

86€Y

96EN

V6EH

26eY

88€d
L8EN

LLEW

TCSH
0zsd
61SQ

L1754

STSD

€15D

T191
0150

80894

9L%I

€LYS

6974

€9%X

¥SYI

Yo
€¥9T

TEON
0€9Y

929d

29b

TZON

6T9d
8191

ST9T

ETON

TT9V
0798
6091

€090

TOON

1654

G6SH

€694
6839V
98SH

G8SS
78S

6,94

S.L98
vL9T

6990
8991

999d
G991

€99D

¥59d

1591

8%9L

S79b

¢

5984
7984

T98d
8G8H
€984
L¥8T1
7¥81
LESN
0€E8M
1284

ve81
€284

j4:

8180
1184

Y18H

608H
808d

7081
€080
208d
TO8A

16,3

€6.4
26.L0

06,4
68L4
88.LM
L8LA
98LY

Y8LL
€8LL
8.4

9L
€924

09.d

€06d
2061

L68A

1881
9884

T88A
LL8A
G181
.81
€181
6981

898d
1980

11

: Hexon protei

e Molecule 1

35%

64%

111 1

Cha

LTTS
9TTA

422

(495
TTTV

60TH

S0TD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-63322, 9LR9

wwPDB EM Validation Summary Report

Page 16

181D

S8T0

€814
281d
1810

6LTL

LLIN
9.1V

€L1d

6974
891d

SOTH
910
€971
9STI

6710

LTI
9PTL
SYI0

€71d

HETD

TEIN
TEIN

92¢1d
STTV

€218
¢TIN

99¢ed

LSEV
9S€D

vSemM
EGEN

0 Lzed

SGTEA

€TEN
S1€T
vien
€1€D

LOEN

S0€X

G190
TTSN

21871

8054

1674
96%d

T67IW

142548

9L¥I

€L¥S

0L¥I

L9PN

99V
S9VA

€97X
(41 A%

9S¥T

21748

1Svd

LYPT

Yvvd

SEVT

cEVY

8ThV
LTYY

STYN

(4478

0zvd
6171

L1%D

45729

CTPN
TIPN

[oiZ]

$29b

TCON
8191
ST197T
TT9Y
0198
60971

1,694

S6SN

€654

T6SL

685V

78S
€85d

8LSK

€LSL

898V

9980

€991

TOSN

L1154
9154

9¢Ld
STLM
vcLa

TCLW
0T.LN
6T.LS

LTLY
9TLA
STLN

90.L3%

v0Ld

L6971

$690
769N

%890

89V

LL91

SG.L98

2L94

8991

999d
9991
7991
€999
6594
759d
9%94

€%9T

0%8s

LESN

0E8M

8281
§28D
[44:>8

618d

0 L7184

9181

€06d
2061
T064
L68A
v68A

T68H

1980

7984

CT98N
7980

e Molecule 2

658V

PVI

92%

7%

Chain B

>

9 O

:

PVI

e Molecule 2

81%

17%

Chain L

O

R LDWIDE
PROTEIN DATA BANK

W



Page 17 wwPDB EM Validation Summary Report EMD-63322, 9LR9
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e Molecule 2: PVI
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e Molecule 3: Pre-histone-like nucleoprotein
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4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided

Number of particles used 45262 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING ONLY Depositor
Microscope FEI TALOS ARCTICA Depositor
Voltage (kV) 200 Depositor
Electron dose (e~ /A2) 35 Depositor
Minimum defocus (nm) 1600 Depositor
Maximum defocus (nm) 2400 Depositor
Magnification Not provided

Image detector FEI FALCON II (4k x 4k) Depositor
Maximum map value 51.946 Depositor
Minimum map value -26.989 Depositor
Average map value 0.019 Depositor
Map value standard deviation 2.759 Depositor
Recommended contour level 5) Depositor
Map size (A) 467.36, 467.36, 467.36 wwPDB
Map dimensions 368, 368, 368 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.27,1.27, 1.27 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 | ¢ o7 #|Z| >5 RMSZ #|Z| >5

1 A 0.22 0/7388 0.40 3/10078 (0.0%)

1 D 0.21 0/7432 0.37 0/10139

1 F 0.25 0/7448 0.40 2/10161 (0.0%)

1 G 0.24 0/7458 0.38 1/10175 (0.0%)

1 H 0.26 0/7418 0.40 3/10121 (0.0%)

1 I 0.22 0/7379 0.40 2/10067 (0.0%)

1 J 0.21 1/7470 (0.0%) 0.38 0/10193

1 X 0.14 0/7440 0.36 0/10150

1 Y 0.27 1/7440 (0.0%) 0.42 2/10150 (0.0%)

1 g 0.33 3/7448 (0.0%) 0.44 4/10161 (0.0%)

1 h 0.14 0/7448 0.33 0/10161

1 i 0.18 1/7440 (0.0%) 0.38 0/10150

2 B 0.11 0/155 0.35 0/207

2 L 0.11 0/382 0.32 0/526

2 S 0.13 0/261 0.38 0/351

2 T 0.11 0/215 0.36 0/287

2 Z 0.10 0/177 0.37 0/235

2 a 0.09 0/204 0.28 0/272

2 b 0.14 0/236 0.35 0/318

2 c 0.11 0/200 0.28 0/267

2 d 0.08 0/124 0.30 0/165

3 C 0.12 0/59 0.42 0/76

3 U 0.13 0/59 0.33 0/76

3 e 0.09 0/59 0.23 0/76

3 f 0.07 0/59 0.17 0/76

4 E 0.11 0/280 0.29 0/382

5 K 0.11 0/2077 0.28 0/2825

6 M 0.19 0/845 0.38 0/1145

7 N 0.14 0/1451 0.32 0/1980

7 R 0.14 0/1451 0.31 0/1980

8 O 0.10 0/876 0.27 0/1187

8 P 0.12 0/876 0.31 0/1187

8 Q 0.14 0/876 0.36 0/1187

8 \Y 0.11 0/876 0.28 0/1187
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 42| >5 RMSZ 42| >5
9 j 0.12 0/3614 0.33 0/4921
All All 0.22 | 6/104621 (0.0%) | 0.38 | 17/142619 (0.0%)

The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 g 610 | SER | CA-C |-7.49 1.43 1.52
1 g 627 | ILE N-CA | 6.86 1.55 1.46
1 J 609 | LEU | CA-C |-6.27 1.44 1.52
1 g 626 | PRO | CA-C | 5.57 1.60 1.52
1 i 463 | TYR | CA-C | -5.33 1.46 1.52

The worst 5 of 17 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 A 817 | ARG | N-CA-C | 9.30 121.98 108.86
1 A 629 | SER | N-CA-C | 8.26 121.75 110.35
1 F 629 | SER | N-CA-C | 8.14 123.11 109.76
1 g 629 | SER | N-CA-C | 7.17 121.52 109.76
1 g 627 | ILE | N-CA-C | 6.94 123.86 108.88

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 7183 0 6847 309 0
1 D 7223 0 6881 235 0
1 F 7238 0 6895 286 0
1 G 7248 0 6902 303 0
1 H 7209 0 6867 291 0
1 I 7174 0 6835 281 0
1 J 7260 0 6913 285 0
1 X 7230 0 6889 257 0
1 Y 7230 0 6889 312 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 g 7238 0 6895 300 0
1 h 7238 0 6895 257 0
1 1 7230 0 6889 264 0
2 B 152 0 137 1 0
2 L 374 0 395 4 0
2 S 254 0 234 10 0
2 T 211 0 196 8 0
2 Z 174 0 168 7 0
2 a 200 0 188 5 0
2 b 229 0 212 3 0
2 ¢ 196 0 185 3 0
2 d 122 0 109 6 0
3 C 29 0 o8 1 0
3 U 29 0 o8 2 0
3 e 29 0 o8 1 0
3 f 29 0 o8 3 0
4 E 276 0 308 10 0
) K 2042 0 2015 28 0
6 M 837 0 857 31 0
7 N 1407 0 1331 21 0
7 R 1407 0 1331 37 0
8 O 863 0 860 10 0
8 P 863 0 860 21 0
8 Q 863 0 860 21 0
8 \Y 863 0 860 7 0
9 j 3530 0 3467 84 0

All All 101800 0 97402 3057 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 15.

The worst 5 of 3057 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:F:627:ILE:HD12 | 1:F:628:PRO:HD2 1.28 1.10
1:A:627:ILE:HG23 1:A:860:LEU:O 1.49 1.09
1:A:623: THR:CG2 | 1:A:865:GLU:HG3 1.83 1.07
1:F:627:1ILE:HG23 1:F:860:LEU:O 1.54 1.05
1:H:626:PRO:HB3 1:H:862:MET:H 1.19 1.04

There are no symmetry-related clashes.
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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 896/911 (98%) | 800 (89%) | 89 (10%) | 7 (1%) | |16 46
1 D 901/911 (99%) | 810 (90%) | 90 (10%) | 1(0%) | 48 76
1 F 903/911 (99%) | 811 (90%) | 91 (10%) | 1(0%) | 48 76
1 G 905/911 (99%) | 811 (90%) | 91 (10%) | 3 (0%) | 37 66
1 H 899/911 (99%) | 803 (89%) | 93 (10%) | 3 (0%) | 37 66
1 I 805/911 (98%) | 813 (91%) | 80 (9%) | 2 (0%) | 44 71
1 J 907/911 (100%) | 818 (90%) | 86 (10%) | 3 (0%) | 37 66
1 X 002/911 (99%) | 828 (92%) | 72(8%) | 2(0%) | 44 71
1 % 902/911 (99%) | 801 (89%) | 97 (11%) | 4 (0%) | 30 61
1 g 903/911 (99%) | 818 (91%) | 79 (9%) | 6 (1%) | |19 50
1 h 003/911 (99%) | 818 (91%) | 83 (9%) | 2 (0%) | 44 71
1 i 002/911 (99%) | 821 (91%) | 79 (9%) | 2 (0%) | 44 71
2 B 16,263 (6%) 11 (69%) | 5 (31%) 0
2 L 48/263 (18%) 45 (94%) | 3 (6%) 0 100 ] [ 100}
2 S 31/263 (12%) 30 (97%) | 1 (3%) 0 100 [100]
2 T 24/263 (9%) 22 (92%) | 2 (8%) 0 100 ] [ 100]
2 Z 20/263 (8%) 18 (90%) 2 (10%) 0 |
2 a 23 /263 (9%) 22 (96%) | 1 (4%) 0 100 [ 100}
2 b 28/263 (11%) 27 (96%) 1 (4%) 0 |
2 ¢ 22/263 (8%) 22 (100%) 0 0 100 [100]
2 d 12/263 (5%) 10 (83%) | 2 (17%) 0 100 ] [ 100]
3 C 6/171 (4%) 5(83%) | 1(17%) 0 100 [100]
3 U 6/171 (4%) 5(83%) | 1(17%) 0 (100 100}
3 e 6/171 (4%) 6 (100%) 0 0 100 ] [ 100}
3 f 6/171 (4%) 6 (100%) 0 0

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

4 E 34/80 (42%) 33 (97%) 1 (3%)

5 K 250/568 (44%) 239 (96%) 11 (4%)

6 M 102/410 (25%) 91 (89%) 9 (9%)

7 N 174/216 (81%) 161 (92%) 12 (7%)

7 R 174/216 (81%) 162 (93%) 12 (7%)

8 O 109/125 (87%) 105 (96%) 3 (3%)

8 P 109/125 (87%) 105 (96%) 4 (4%)

8 Q 109/125 (87%) 106 (97%) 1 (1%)

8 \Y 109/125 (87%) 107 (98%) 1 (1%)

9 j 437/482 (91%) 401 (92%) 36 (8%) 0 100 § § 100
All All 12673/16455 (77%) | 11491 (91%) | 1139 (9%) | 43 (0%) 38 66

5 of 43 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 G 634 ALA
1 H 626 PRO
1 H 827 ARG
1 I 796 ARG
1 J 355 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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
A 777/786 (99%) 775 (100% 2 (0%)

)
780,786 (99%) 779 (100%) | 1 (0%)
782/786 (100%) | 781 (100%) | 1 (0%)
782/786 (100%) | 782 (100%) 0
(100%)
(100%)

778,786 (99%) 774 4 (0%)

776/786 (99%) 774 2 (0%)
Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 J 783/786 (100%) | 782 (100%) | 1 (0%)
1 X 781/786 (99%) | 780 (100%) | 1 (0%)
1 Y 781/786 (99%) | 780 (100%) | 1 (0%)
1 g 782/786 (100%) | 780 (100%) | 2 (0%)
1 h 782/786 (100%) | 781 (100%) | 1 (0%)
1 i 781/786 (99%) | 781 (100%) 0 (100 ] [100]
2 B 14/210 (7%) 14 (100%) 0 100 ] | 100}
2 L 42/210 (20%) 42 (100%) 0 100 ] [100]
2 S 25/210 (12%) 25 (100%) 0 100 ] 100}
2 T 21/210 (10%) 21 (100%) 0 100 ] | 100]
2 7 16/210 (8%) 16 (100%) 0 100 ] [100]
2 a 19/210 (9%) 19 (100%) 0 100 ] 100}
2 b 22/210 (10%) 22 (100%) 0 100 ] [100]
2 c 19/210 (9%) 19 (100%) 0 100 [ 100}
2 d 11/210 (5%) 11 (100%) 0 100 ] [100]
3 C 6/127 (5%) 6 (100%) 0 100 [ 100}
3 U 6/127 (5%) 6 (100%) 0 100 ] [ 100}
3 e 6/127 (5%) 6 (100%) 0 100 ] [100]
3 f 6/127 (5%) 6 (100%) 0 100 ] [ 100}
4 E 27/55 (49%) 27 (100%) 0 100 ] [100]
5 K 222/474 (47%) | 221 (100%) | 1 (0%)
6 M 08/345 (28%) 98 (100%) 0 (100 [ 100]
7 N 151/179 (84%) | 151 (100%) 0 100 ] [100]
7 R 151/179 (84%) 151 (100%) 0 |
8 0 93/103 (90%) 93 (100%) 0 |
8 P 93,/103 (90%) 93 (100%) 0 |
8 Q 93/103 (90%) 92 (99%) | 1 (1%)
8 v 93/103 (90%) 93 (100%) 0
9 i 304/432 (91%) | 394 (100%) 0

All | Al | 10993/13906 (79%) | 10975 (100%) | 18 (0%)

5 of 18 residues with a non-rotameric sidechain are listed below:

EMD-63322, 9LR9
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Mol | Chain | Res | Type
1 Y 609 LEU
1 h 523 GLN
1 g 627 ILE
1 I 736 ILE
1 X 735 ASN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 211
such sidechains are listed below:

Mol | Chain | Res | Type
5 K 130 ASN
1 Y 161 ASN
1 i 429 ASN
6 M 250 HIS
1 X 139 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 oligosaccharides 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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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-63322. These allow visual inspection
of the internal detail of the map and identification of artifacts.

Images derived from a raw map, generated by summing the deposited half-maps, are presented

below the corresponding image components of the primary map to allow further visual inspection
and comparison with those of the primary map.

6.1 Orthogonal projections (i)

6.1.1 Primary map

6.1.2 Raw map


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 184 Y Index: 184 Z Index: 184

6.2.2 Raw map

X Index: 184 Y Index: 184 Z Index: 184

The images above show central slices of the map in three orthogonal directions.
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 205 Y Index: 192 Z Index: 190

6.3.2 Raw map

X Index: 223 Y Index: 157 Z Index: 206

The images above show the largest variance slices of the map in three orthogonal directions.
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6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

6.4.2 Raw map

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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6.5 Orthogonal surface views (i)

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 5.0.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.5.2 Raw map

These images show the 3D surface of the raw map. The raw map’s contour level was selected so
that its surface encloses the same volume as the primary map does at its recommended contour
level.

6.6 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.

WORLDWIDE

PROTEIN DATA BANK
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7 Map analysis (i)

This section contains the results of statistical analysis of the map.

7.1 Map-value distribution (i)

Map-value distribution

4 — Voxel count

Recommended contour
level 5

Voxel count (logl0)

D T T T T T T T I
-30 =20 -10 )] 10 20 30 40 50
Map value

The map-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarithmic.
A spike in this graph at zero usually indicates that the volume has been masked.
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7.2  Volume estimate (i)

Volume estimate
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T I I I
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—-30 =20 -10 0 10 20 30 40 50
Contour level

The volume at the recommended contour level is 3310 nm?; this corresponds to an approximate
mass of 2990 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

5.0 A

2.5 1
S 0.0 .
ga — Primary map RAPS
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E 330 A=
£ 5.0

_?5 -
—10.0 +

T T T T T T T T
0.00 005 010 015 020 025 030 035 040
Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.303 A1
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8 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D
FSC
1.0 v~
i
0.8 4
I
I
I
0.6 4 Unmasked-calculated
- — FSC
= 1
S i 0.143
% 0.4 L e )
S — = Half-bit
S \ Reported resolution
330 A+
0.2 1
1T i
-0.2 T

T T T T T T T
0.00 0.0 0.10 0.1 020 025 030 035 040
Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.303 A2
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8.2 Resolution estimates (i)

. . Estimation criterion (FSC cut-off)
Resolution estimate (A) 013 T 05 Halihit
Reported by author 3.30 - -
Author-provided FSC curve - - -
Unmasked-calculated™ 3.30 | 3.70 3.31

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps.
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-63322 and PDB
model 9LRY. Per-residue inclusion information can be found in section 3 on page 8.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 5.0 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
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9.2 Q-score mapped to coordinate model (i)

1.0

0.0
M <0.0

The images above show the model with each residue coloured according its QQ-score. This shows
their resolvability in the map with higher Q-score values reflecting better resolvability. Please
note: Q-score is calculating the resolvability of atoms, and thus high values are only expected at
resolutions at which atoms can be resolved. Low Q-score values may therefore be expected for
many entries.

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (5).
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9.4 Atom inclusion (i)

Atom inclusion
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At the recommended contour level, 94% of all backbone atoms, 87% of all non-hydrogen atoms,
are inside the map.
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (5) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.8740 B 0.5200
A 0.8940 = 0.5200
B B 0.5810 . 0.4520
C 0.7930  0.5350
D 0.9010 . 0.5280
E e 0.6880 . 0.4750
F 0.9100 B 0.5310
G 0.8870 = 0.5280
H 0.8980 = 0.5240
I 0.8910 B 0.5260
J 0.9010 . 0.5260
K 0.7930 . 0.4950
L B 0.6650 B 0.5110
M 0.7280 . 0.4800
N 0.8740 B 0.5390
@) 0.7510 . 0.4970
P 0.7880 = 0.4900
Q 0.7890 . 0.4990
R 0.8840 B 0.5370
S 0.8220 B 0.5240
T 0.7070 . 0.4970
U 0.8100 B 0.5160
\Y 0.7480 B 0.4810
X 0.8960 . 0.5220
Y 0.8710  0.5120
Z . 0.4260 B 0.4150
a B 0.6030 s 0.5000
b 0.8380 = 0.5280
¢ B 0.5950 B 0.5050
d . 0.4030 . 0.4390
e 0.8280  0.5670
f 0.7240  0.5150
g 0.9050 . 0.5280
h 0.8800 = 0.5260
i 0.8630 B 0.5170
j 0.7650 B 0.4910

1.0

0.0
M <0.0
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