WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB EM Validation Summary Report (i)

PDB ID
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6760

EMD-11101

HDAC-TC

Lee, J.-H.; Bollschweiler, D.; Schaefer, T.; Huber, R.
2020-05-28

3.80 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.dev113

MolProbity : 4.02b-467

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) : 2.39


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 3.80 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 - 3
Ramachandran outliers I 0
Sidechain outliers I I T 0.7
Worse Better

0 Percentile relative to all structures

[I 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 661 79% 20% .
1 E 661 78% 21% .
1 I 661 78% 21% .
1 M 661 79% 20% .
2 B 672 i 78% 20% B
2 F 672 i 79% 20% B
2 J 672 A 79% 19% B
2 N 672 A 80% 19%

Continued on next page...
W O RLDWIDE
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#overall_quality
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Continued from previous page...

Mol | Chain | Length Quality of chain

3 C 629 = 65% 22% BT
3 G 629 = 65% 22% T
3 K 629 = 65% 22% w
3 O 629 = 65% 22% %
4 D 542 —_— 77% 22% .
4 H 542 —_— 78% 22% :
4 L 542 —_— 79% 21%

4 P 542 —_— 77% 23% .
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 77516 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 Histone deacetylase HDA1.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 656 5220 3328 883 981 28 0 0

Total C N O S
1 2 656 5220 3328 883 981 28 0 0

Total C N O S
1 I 656 5220 3328 883 981 28 0 0

Total C N O S
1 M 656 5220 3328 883 981 28 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
A 446 LEU ILE conflict UNP P53973
E 446 LEU ILE conflict UNP P53973
I 446 LEU ILE conflict UNP P53973
M 446 LEU ILE conflict UNP P53973

e Molecule 2 is a protein called Histone deacetylase HDA1.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
2 B 661 5245 3339 883 995 28 0 0

Total C N O S
2 K 661 5245 3339 883 995 28 0 0

Total C N O S
2 J 661 5245 3339 883 995 28 0 0

Total C N O S
2 N 661 5245 3339 883 995 28 0 0

e Molecule 3 is a protein called HDA1 complex subunit 2.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms AltConf | Trace
3 ¢ o48 ZZ?QI 2&5’)5 71(\518 8(5)6 1S3 0 0
3 G o48 ZZ?QI 2%%5 7128 8(5)6 183 0 0
3 K H48 ZZ%I 2&%5 7128 8(5)6 1S3 0 0
3 O 548 ZZ%I 25%5 7128 8(5)6 183 0 0

e Molecule 4 is a protein called HDA1 complex subunit 3,HDA1 complex subunit 3.

Mol | Chain | Residues Atoms AltConf | Trace
4 b o2 ZZZ%I 2§)3 7?0 8%)7 280 0 0
4 H o2 ZZTOI 2§)3 71§0 8(6)7 280 0 0
4 L o42 ZZTOI 2§)3 71210 8(6)7 280 0 0
4 P o2 ZZZL)I 2&%3 71210 8(6)7 28() 0 0

e Molecule 5 is ZINC ION (three-letter code: ZN) (formula: Zn) (labeled as "Ligand of Inter-
est" by depositor).

Mol | Chain | Residues Atoms AltConf
5 A 1 Toltal Zln 0
5 B 1 Toltal Zln 0
5 B 1 Toltal Zln 0
5 P 1 Toltal Zln 0
5 I 1 Toltal Zln 0
5 J 1 Toltal Zln 0
5 M 1 Toltal Zln 0
5 N 1 Toltal Zln 0
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20%

green = 0, yellow = 1, orange = 2

79%

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: Histone deacetylase HDA1

Page 6
Chain A:

09z2a
652a

€52h

0SZN

8%CH
LYCH

Svea
444

15498

LETY

veca

TE€TN

0€TH
6221

122N

TozH

V6T

2614

0673

€874

081D

6111

€T1Q

8071

061
684

180

8.4

LS4

7SS
€S54

0S84

S6€1
76€T
€6EN
c6eN
88€T
€8€1
9.€D
TLEN
69EN

£9€)
29€T

09€H

8SEN

€SI
TSl
1140
LOSH

€0SI
CO0SI

96%1

€671

6871
887N

98%d
S8YT

Ll

€LV

6971

9970

€970

65PN

LSPT

0SVI

8¥va

S¥vd

TYIN
[0)7%479]

LEPN

CEYY

8TvM

S¢S

L1771

[q57¢

60%d
80%a

€0%d

L6€d

T8N

8190

9.9a

TLON

899%

9994

8%91

9%9s

(4428

9€93

€€9T

¥2oa

8T9A

2684
T6SV

985S

T8SI

LLSM

CSSN

6731

L%9D

6E9Y
8ESI

9€Sa
GEST

8CSSs
LTSS

S¢S
¥zsa

21%

78%

1

e Molecule 1: Histone deacetylase HDA1

Chain E:
*

<>

LYCH

svea
14%44))

15448

LETH

veea

TETN

6221

LgeN

T0cd

Y611

26TH

0674

€874
2811

081D

8L1D

€8€1
9.€D
TLEN
69€EN

€9€%
29€1

09€H

8SGEN

TSEL

8e€d
LEE

SEES

€EET

62€Qd

LTEA

§sced
8TEA
S1€d
80€d
coed
TOEM
00€L
6621
862N
L1620
€8zh

T.L2d

6924
89CH
L9T1

S9ZA
2198

09za
652a

0S2ZN

]
68¥L
88YN

98%d
S8¥1

Ll

€LV
6971
9970
€970

65V

LS¥1

0SPI

8¥¥a

S¥vd

TYoN
(0747

LETN

cevd

8cvM

SCvs

134728

L1%I

(4578

60%d
80%Q

€0%d

L6€4

S6€T
v6€1
€6EN
T6EN

06EA

88€1
LBEY

9994

8791
LE9L
9€9d
S€90
€€9T
v2oa
8T9A

2654
T6SY

T8SI
LLSM
CTSSN

61

L¥%SD

6ESN
8€SI

9€SQ
SGEST

8CSS
1TSS

§2ST
v2sa
€281
TSl
114°5]

80Sa
LOSH

€0SI
20SI

96¥1

€671

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

EMD-11101, 6Z60

wwPDB EM Validation Summary Report

Page 7

06931

1894

289N

8190

9.9a

CTLOA

8993

Histone deacetylase HDA1

e Molecule 1

21%

78%

Chain I

LYCH

svea
vven

15448

LETH

veed

TE€CN

6221

LT

T0cH

S6TN
761

2674

0673

€814

081D

67T

6111

€11Q

8071

167
961

061
684

180

8.4

LS4

ss
€GA

0S4

9.€D
cLEN
69EN

€9€X
29€T

09€H

8GEN

98%d
S8YT
78va

9.L¥A
€LV
6971
9970
€970

65

LSPT

0SPI

8¥va

S¥vd

PN
(07474

LETN

cevd

8TvM

SCvs

L1%I

(4578

60%d
80%a

€0%d

L6€4

S6€T

€6EA
26€N

06EA

88€T
L8EY

€8€1

8¥%9I
Tvox
LE9L
9€93
SE9Q
€91
veoa
8T9A

2654
T6SV

T8SI

LLSM

CSSN

6731

199D

69
8€SI

9€Sa
SGEST

8CSS
LTSS

§2ST
¥2sa
€CSI
TSl
129D

808d
LOSH

€0SI
20SI

96¥I

€671
26%0

6871
88YN

0693

1894

T8N

8,90

Histone deacetylase HDA1

9.9a

TLOA

899

e Molecule 1

9994

20%

79%

Chain M

€52h

0GZN

8¥%CH
LYCH

svea
j444.\

15448

Lecy

veca

Te€TN

0€TH
6221

LeeN

T0CH

Y611

[43%:¢

061d

€874

081D

6111

€11d

80T1

961

061
684

180

8.3

LS4

vas
€GA

08y

c6eN

88€1

€8€1

9.€D

CTLEN

69EN

£9€3
29€T

09€H

8SEN

TSEL

8€€d
LEEA

SEES

€EET

62€d

L2€1

Seed

8TEA

s1ed

80€d

2c0ed

00€L
6621
862N
L1620

€82h

T.2d

6924
89CH
L9271

S92
14198

09za
6520

LOSH

€0ST
C0SI

96¥%1

€671

6871
88%N

98%d
S8%1

€Lvd
6971
9970
€970

6S¥)

LS

0S%I

87va

Svvd

15478
[0)74729]

LEVN

(4574

8CvM

S2vS

LT%I

{458

60%d
80%a

€0¥d

L6€3

S6ET

€6EN

8.9Q

9.9a

TLON

899%

9994

8¥%9I

LE9L
9€9d
SE9Q

€€97T

v2oa

8T9A

2684
T63Y

9838

T8SI

LLSM

2¢SSN

6%SI

L%SD

6ESY
8€ST

9€8a
S€S9T

8¢Ss
LTSS

§2ST
¥csa
€CSI
2¢csL
1345

L

e Molecule 2

0693
1894

289N

Histone deacetylase HDA1

20%

78%

Chain B

8¢cCI
Leen

66TA
[4%:
0673
S810
691d
L9TN

291d

8TTH
P11
0TTD
S0Td
€0TI
664
961
€61
684
081

9LA
S.LS

oLy

¥ss
€64

8
L¥D

0
oY

SEL
el

CeT

0EN

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-11101, 6Z60

wwPDB EM Validation Summary Report

Page 8

zc6eN

88€T

v8ev
€8€1

18€d

LLED
9.L€D

L9g¥
99€Y

v9es
€9¢ex

TSEL

9%€d

6EEV

9EED

CEET

0€ET

8ced
CTEN
ored
L0€D
TOEM
862N
98z
§82a
45108
6924
L9271
LSTK
oI
eI
6€CI

CETA
TETN

S6SI
769D
€651
2654
L8SA
%834
€894
2894

6.LSN
8.Sa

SLSA

€L9T

8G54d

TSSA

1540

8€ST
LESA

SEST

0€ST

92SS

¥esa

S0SA

06%A
68¥%L

8L¥%1

9%y

0S¥%I

€EVY
cevd

627N
8TYM

60%d

Yova
€0¥%d

L6€d

€6EA

v.L94
€197

TL94
049D

0 590

729

2291

029N

8T9A

Y9N

(451

0t19d

9,90

Histone deacetylase HDA1

e Molecule 2

20%

79%

Chain F

15448

6€CI

TETA
TETN

LgTN

2674

0673

0L1S
6910

L9TN

291a

8TTH

i1

0TTD

S0Ta

€0TI

(459

L6€d

€6EN
c6eN

88€1

78eEV
€8€1

T8€ed

LL€D
9.€D

L9€4
99€Y

79es
€9e)

TSEL

i4°0]

6EEV

9€ED

zeel

0€€T

8zed
CTTEN
01ed
L0€D

c¢oed
TOEM

862CN
98¢2d
98¢0
¥8CA
6924
L9271
09za

LSTK

eigan

665K
86SS

S6SI
765D
€6SI
2654
L8SA
7894
€89K
289)

6L3SN
8180

SLSK

€LST

8554

TSSA

%S0

8€SI
LESd

GEST

0€SI

S0S8A

06%A
6871

8L¥T

[4ci:

foisiac

0S¥I

8¥va
LYIN

eevy
cevd

6CYN
8ThM

60%d

70va
€0%d

€L971

.94

€998
CTSON
TSON

9%9S

¥vou

0T19a

9091
S091

€09A

009s

1

8894

9893

7891

289N
T8IN

Histone deacetylase HDA1

e Molecule 2

19%

79%

Chain J

T%CI

6€CT

TETA
T€TN

8¢CI
LTTN

0673

G8TD

69TQ

L9TN

291d

8TTH

P11

0TTD

S0Ta

€0TL

664

961

684

081

9LA
S.LS

(A 4

ss
€394

8N
L¥D

ovY

SeL
PeL

(491

0EN

¥ova
€0¥d

L6€d

€6EN
(4358

88€T

v8eY
€8€1

18ed

118D
9L€D

19g4
99¢eY

¥oes
€9e)

TSEL

9%ed

BEEY

ceel

0€€T

8zed
CTEN
oTed
L0€D

2oed
TOEM

862N
98zb
g82a
¥8CA
6924
L9271
09za

LSTK

Eizan

0098
6654
8698
S6SI
769D
€651
2654
L8SA
7894
2894

6LSN
8180

SLSA

€LST

8554

TSGSA

199D

8€SI
L€G4

SE9T

0€ST

SO0SA

06%A
6871

8LYVT

9%y

0S%I

8¥¥a
LYYN

€EVY
454

6C¥N
8TYM

[4474)

60%d

9190

.94
€L9T

TL94
0,99

¥S9H
€998
TSN
TSON

8%91

9%98

vvoxu
€%94

8€91

0 5€90

7290

2291

029N

8T9A

TT9A

2194

079a

90971
G091

€091

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



EMD-11101, 6Z60

wwPDB EM Validation Summary Report

Page 9

L

9894

7891

289N
T8IN

Histone deacetylase HDA1

e Molecule 2

m

19%

80%

Chain N

CTETK
TeeN
LTeN

261Yd

0673

6910

L9TN

291a

0€Td

8TIH

A%

011D

S0Ta

€0TI

YEL

(459

0EN

L6€4

€6EN
c6eN

88€T

78eEV
€8€1

T8€d

LLED
9.€D

L9€Y
99€Y

v9es
€9e)

TSEL

i%4°0]

6EEV

9€ED

zeel

0€€T

8zed
CTTEN
0r1ed
L0€D
TOEM
862N
98zh
§82a
¥8CA
6924
1921
LSTK
9¥%CI
1549}

6€CI

90971
G091

€09A

0098
665X

769D
€651
2654
18SA
7894
€894
289

6.LSN
8150

SLSK

€LST

8554

TSSA

1545

8€SI
LS4

SEST

0€SI

S0SA

06%A
6871

8Ly

2974

0S%I

eevy
cevd

6CYN
8TvM

60%d

€0%d

891

T89N

9,90

v.L94
€L971

.94
049D

¥S9H
€998
TS9N
TS9N

8Y91

9798

Yvox
€%94

8€91

o

0 g€9a

o

29

2291

0ZON

8T9A

V19

2194

0T19a

L

e Molecule 3

1894

HDA1 complex subunit 2

13%

22%

65%

5%

Chain C

161

68S

-

L8H
81

€L
(1]
1.4
0Ld
698
891
L9L

€9H
29L

eV

2el
TeS
0€L

8CI
ST

[44y)

ozh
6T.L

STd

0Ty

LLTH

SLIN

€L11

69TS

1914
o1
T9TH
8STI
SSTd
TST1

8¥TI
Ly1S

(444
1545

YZIN

12Td
0ZIN

LTT0
9114

Y1TH
0TTI

4073
90TL

€0TH
20Td

864

90€T

C0€T

66CH

962S
S6CN

06231

S.TT

€.L2d
TLT

89CT

99¢d

LSza

0seh

S¥CH

(074

geca

87ca

134741
0zva

LIVA

ST¥Y

€T%a

60%a

00%A

@ & 00O o o

86€T

98€S

SLET

€LET

TL8d

0LET

29ed

8GeN

vser

67€0

LYEN

8CEX
Leed
9zed
SCES

<> &

o)
o
)
=

18%S

8L¥I

0L¥X
697X

99%1
€9%S
LS¥1

b&id)
€SPY

0Sva

S09%

€091

G6ST

88971

LLSY

8994

0983

€991

TSSY
0SST

9¥%ST

@ OO GO0 000 O O o o

1

0 STST

0 €TSN
0 T84

TTSN

¢

8294

Y298
€290

WO RLDWIDE
PROTEIN DATA BANK



EMD-11101, 6Z60

wwPDB EM Validation Summary Report

Page 10

HDA1 complex subunit 2

e Molecule 3

13%

22%

65%

5%
L

Chain G

E0TI
20Ty

864

16T

68S
L8H
781

eL1
TLd
T4
0Ld
698
891
L9L

€9H
2oL

(428
15729

sex
ey

zel
Tes
0€I

[44y]

o
N
(=4

6TL

STd

(0158

LLTH

SLIN

€LTT

691S

L9Td
o1
T9TH
8GTI
SGTH
TST1

8YTI
LTS

(4444
1545

¥2IN

1210
0ZIN

LTTD
9TTd

YITH
OTTI

L0Td
90TL

90€1

20€T

66CH

9628
S62ZN

0624

S.271

€.L2d
LT

99¢d
Lsea
0szh
SYCH
0%21
S€Ta

812a

0EVY
621
8ChY
PX44%

weva
1 47:8

T2y
(7478

LI7K

£17a

90%d
S0%1

00%A

@  © 90O O 00 o0 oo

86€T

98€S
S8ES

SLET

€L

TLEd
0Le7T

¢9ed

8GEN

6%€0

LYEN

8CEX
Leed
9zed
STES

SOSN

26¥%S

88%Y

18%S

0 8LYI

0L%)
69%4

99%1
€9¥%S
LS

S £l
€574

0S7a

8Yv1
VAL
it
SYva

€Y¥1

8EVN

PO SO P0PO 0O O O o o

1

9EVA

CEVI

8294

ve9s
€290

0198
6094

S09%
€091
S6ST
889T
LLS%
8954
0993
€991

TGSY
08971

9%91

HDAT1 complex subunit 2

e Molecule 3

13%

22%

65%

5%
L

Chain K

161

L8H

0T

L9149

7914
1914
8STI
eishace
TST1

8¥TI
LTS

{4744 4
1545

YCIN

1210
0ZIN

L1T0
9114

VITH
OTTI

1073
90TL

€0TH
20Ty

864

90€I

20eT

66CH

9628
962N

0623

S.LT71

€L2d
cLTT

99¢d

152a

0Szh

S¥CH

0%2T

Sgea

812a

SLET

€LET

TLed
0LET

c9gd

85eN

6%€0

LYEN

8CEA
Leed
9zed
SCES

€TSN
2184
TTSN

@ OO & 0O 0O SO oo

458

887V

18%s

0 8LYI

0LvY
6973

99%1
€9¥S
LSPT

&0
€574

0S%a

8Y¥T
LyvYd
i
SYvE

evv1

8EYN

9EVA

CTEVI

0EPY
621
8¢hy

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-11101, 6Z60

wwPDB EM Validation Summary Report

Page 11

0798
6093

G091

€091

G691

8891

LLS¥%

8954

09S%

€5ST

TSSY
0SST

9%9T

EPSN

@ OO GO0 0O 0O O o o o

1

e Molecule 3

8294
0 S191 i

¢ et v298

HDA1 complex subunit 2

13%

22%

65%

5%
L

Chain O

161

68S

L8H
781

€L1
(L]
TLd
0Lb
698
891
L9L

€9H
291

YEV

2e1
TES
0€1

8¢I
SC1

[44y]

0zh
6TL

STd

(58

LLTH

SLIN

€LTT

6918

L9714
ot
1914
8GTI
SGTH
TST1

8¥TI
LTS

(4444
154

¥2IN

1210
0ZIN

L1T0
9114

YITH
OTTI

L0713
9071

€0TH
{40

864

90€I

20€eT

66CH

9628
S6CN

0623

S.L2T71

€.2d
LT

992d

1S2a

0szh

S¥CH

02T

Seca

812a

0074

@ 90O & 0O 0O oo

86€T

98€S
S8ES

SLET

€LET

TLed
0LET

29ed

8GeN

7Sel

6%€0

LYEN

8CEX
prascs
9zed
SCES

SOSN

26¥%S

18%S

0 8LYI

0L%Y
697

9971
€978
LSYT

S Eid]
€574

0S%d

8Y¥1
LY%d
i74720)
Syva

evY1

8EYN

9EVA

(45728

0EYY
621
8ChY
L2¥I

e

019
6094

S09%

€091

S69T

8891

LL8Y%

8994

0954

€5ST

TGSH
0GST

9791

1

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

mmmz
ETSN
2184
TISN

HDA1 complex subunit 3,HDA1 complex subunit 3

e Molecule 4

W

N

N

o

R

N
xX
[ee]
—

A

=

o=

<

<

o

7611

98TI

6LTH

LLTL
9.10

(4728

80¥A

S0¥%S
TOVN

Tzea

60€d
80€T

0o€d

96CA
S6CT

18C1
S82H
7821
€82a
L.21
9,24
S.za
.24
(4708

958e¢a
g9cd

L¥TO

svea
¥¥eI

B6ETA

< & <

LETY

CETA
TETH

veey
faas
(4408

9121
s12a

1121

€021

66Td
86TY

8671

~ 5]
(22} [}
q‘III g
S 12}

<
0
<
—

OO PPOPPP0OPOOOOOOS

-
o
3
lm

LLYN

o 4

™
S
=

Ao 4

0 69%L

i

0 99%d

o

£

0 09%a

SYP1
72578
0EVI
8T¥A
STV

(44749
Tev1

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-11101, 6Z60

wwPDB EM Validation Summary Report

Page 12

6550

0SSH

¢
¢
¢
¢
¢
0 PR
¢
“ 1
¢ SE9Y
N ££91
1€9T o
“ 9e93 oﬂoz .M
¢ ﬂmﬂ =
¢ 6091 1%
¢ e -
¢ 9093 ovm
0 0 0 mﬂﬁ _m.
62SA ]
il ot G
¢ ocaL 0+ —
¢ 1681 ADn
0
¢ N =
¢ ¢ +
e e 5
¢ s “ =
. 1158 M M
0- 0 8191 b
¢ mse S
¢ v =
z150 ¢ s S
“ €453 —
TLSN <
¢ ¢ wns1 [
M ¢ an
¢ ¢ =
0 5091 “ ,M.u.v
¢ 3}
¢ IS 2
¢ ¢ z95Y M
¢ 98T )

18%

22%

78%

Chain H:

v61x1
98TI
LLTL
9.10
S.L1S
CLIN
%918

19Ta

6514
83T

9GTH
SSTA

€GTN

SETI

€ETL
CeTd
TETL

80¥%A

S0¥S
POvN

Tzea

9t1Ed
STEN

60ed
80€T

00€d

96CA
S6271

1L8CI

S82H
%821

9,24
S.za

[4°1AS
L5eH
952a
9524

L%2D

svea
14%44"

6ETA

LETH

CETA
Tecy

j£44°S
£een
(4498

9121
S12a

11l

€0CI

6674
86TYH

A A A e

o 2 2

>

¢

-

¢

>

¢
¢

¢

L

<  © <

< sl
© )
4 S
— 0w

0874

LLYN

PO COPPPPO G000 & G000 o oo

d
~
+
=

6971

99%d

€971

09%a

SYv1
YETA
O0ETIH
8TVA
STV

(44728

T9SI

65990

0SSH

PAZEN

o
[}
re)
=4

A 4

SG0ST

COPOPO & G000 0000 o

L

SE9Y

€€91

T€91
0E9N

1291
L1971
6091
809%
L0971
9093

€091

0091

@ & & o

e Molecule 4: HDA1 complex subunit 3,HDA1 complex subunit 3

PO 90O 900 & & V90900000

18%

21%

79%

Chain L:

v611
9811
LLTL
9.10
S.L1S
CLIN
%918

19Ta

6514
8ST)

9STH
SSTA

€GTN

SETI

€ETL
CeTd
TETL

80¥A

S0¥S
YOvN

T2ea

91€d
STEN

60ed
80€T

00€d

96CA
S6271

1L8CI

S82H
%821

9,24
S.za

(4148
LSeH
952a
524

L%2O

s¥ea
v¥cI

6ETA

LETH

CTETK
Teecy

veed
eeen
[44A8

9121
S12a

112l

€0CI

6674
8674

s o
© [}
E Sy
— 12}

COPOPPPPPPO G000 P0 0000000

¢
¢
¢

XS
i
S

ii

Q@ COPPPPPPPPPPG O & VP00 90 9909099990 99090 9 99090 > 9o o

©
N
0
=

61571

N~ 00
o
[
wn X

[4E=])]

PO 90 ® & & V000> oo

¢

L

SE9Y

€91

T€9T
09N

1291
6091
809%
L0971
9093

€091

0091

e Molecule 4: HDA1 complex subunit 3,HDA1 complex subunit 3

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-11101, 6Z60

wwPDB EM Validation Summary Report

Page 13

W
X
m
o~
R
-7
~
R
0
—
A
)
o=
o]
-~
@)

S0¥S
TOVN

Teea

97€d
STEN

60€d
80€T

0oed

962A
621

18C1
S8TY
¥8C1
€82a
L.21
9,24
§.2a
.24
[4°148

952a
§5cd

L%2D

S¥ea
¥¥eI

B6ETA

> & o

LETY

CTETK
TETH

vee
ey
(448

9121
12

1121
€0CI
66T

86TY

OO VP00 PP00900000O0000

>

¢

<

¢

<

¢
¢

¢

2]
=)
<
0

< —
0 )
< <
= £

0874

PO OO0 00O S0

LLYN

I
~
<
(2]

6971

99vd

COPPPPPO & G000 9000 909090 o o

€9¥1

09%a

SYYT
veETA
0ETI
8CvA
STV

(44748
114741

80%A

¢

<>

©
™
w0
=]

L 2

o O
N ®
w
= o

©
N
0
=

S0S7T

L

SEH

€€91

T€9T
0E9N

1291

L19T

6091

L0971
9094

€091

0091

< & & o

L}

T6SI

©
~
n
=}

PO 90O 9900 & S GO S%o%00
X
2

T9SI

6550

O

R LDWIDE
PROTEIN DATA BANK

W



Page 14

wwPDB EM Validation Summary Report

EMD-11101, 6Z60

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, D2 Depositor
Number of particles used 53757 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method NONE Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A2) 86 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector GATAN K3 BIOQUANTUM (6k x 4k) Depositor
Maximum map value 7.650 Depositor
Minimum map value -2.931 Depositor
Average map value -0.001 Depositor
Map value standard deviation 0.361 Depositor
Recommended contour level 1.3 Depositor
Map size (A) 510.72, 510.72, 510.72 wwPDB
Map dimensions 600, 600, 600 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 0.8512, 0.8512, 0.8512 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:
ZN

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 | pyigy 7] =5 | RMSZ #4|Z| >5

1 A 0.37 0/5345 0.54 2/7251 (0.0%)

1 E 0.37 0/5345 0.55 2/7251 (0.0%)

1 I 0.37 0/5345 0.54 2/7251 (0.0%)

1 M 0.37 0/5345 0.54 2/7251 (0.0%)

2 B 0.37 0/5366 0.53 0/7277

2 F 0.37 0/5366 0.53 0/7277

2 J 0.37 0/5366 0.53 0/7277

2 N 0.37 0/5366 0.53 0/7277

3 C 0.31 0/4545 0.54 0/6120

3 G 0.31 0/4545 0.54 0/6120

3 K 0.31 0/4545 0.54 0/6120

3 O 0.31 0/4545 0.54 0/6120

4 D 0.31 0/4515 0.54 1/6087 (0.0%)

4 H 0.31 0/4515 0.54 1/6087 (0.0%)

4 L 0.31 0/4515 0.54 1/6087 (0.0%)

4 P 0.31 0/4515 0.54 1/6087 (0.0%)
All All 0.34 | 0/79084 | 0.54 | 12/106940 (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.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 3
1 E 0 3
1 I 0 3
1 M 0 3
2 B 0 1
2 F 0 1
2 J 0 1

Continued on next page...

WO RLDWIDE
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Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
2 N 0 1
3 C 0 2
3 G 0 2
3 K 0 2
3 O 0 2
4 D 0 2
4 H 0 2
4 L 0 2
4 P 0 2

All All 0 32

There are no bond length outliers.

The worst 5 of 12 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 A 450 | ILE | CG1-CB-CG2 | -6.93 96.16 111.40
1 E 450 | ILE | CG1-CB-CG2 | -6.93 96.15 111.40
1 M 450 | ILE | CG1-CB-CG2 | -6.92 96.18 111.40
1 I 450 | ILE | CG1-CB-CG2 | -6.91 96.19 111.40
4 D 607 | LEU CA-CB-CG | 5.75 128.53 115.30

There are no chirality outliers.

5 of 32 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 445 | PRO | Peptide
1 A 521 | GLY | Peptide
1 A 54 | SER | Peptide
2 B 54 | SER | Peptide
3 C 512 | PHE | Peptide

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

5220

0 5136

85

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 B 5220 0 5136 91 0
1 I 5220 0 5136 93 0
1 M 5220 0 0136 87 0
2 B 59245 0 5155 91 0
2 F 59245 0 5155 90 0
2 J 5245 0 5155 86 0
2 N 5245 0 5155 86 0
3 C 4472 0 4536 86 0
3 G 4472 0 4536 86 0
3 K 4472 0 4536 85 0
3 O 4472 0 4536 85 0
4 D 4440 0 4447 70 0
4 H 4440 0 4447 68 0
4 L 4440 0 4447 63 0
4 P 4440 0 4447 71 0
5 A 1 0 0 0 0
) B 1 0 0 0 0
) E 1 0 0 0 0
) F 1 0 0 0 0
) I 1 0 0 0 0
5 J 1 0 0 0 0
5 M 1 0 0 0 0
) N 1 0 0 0 0

All All 77516 0 77096 1226 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 8.

The worst 5 of 1226 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)
2:J:575:TYR:O | 2:J:579:ASN:HB2 1.77 0.84
2:F:575:TYR:O | 2:F:579:ASN:HB2 1.79 0.83
2:B:575:TYR:O | 2:B:579:ASN:HB2 1.80 0.81
2:N:575:TYR:O | 2:N:579:ASN:HB2 1.80 0.81
3:C:358:LYS:O | 3:C:362:GLU:HB2 1.83 0.77

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 652/661 (99%) | 591 (91%) | 61 (9%) 0 100 [100]
1 E 652/661 (99%) | 591 (91%) | 61 (9%) 0 100 ] 100}
1 I 652/661 (99%) | 591 (91%) | 61 (9%) 0 100 [100]
1 M 652/661 (99%) | 590 (90%) | 62 (10%) 0 |
2 B 655/672 (98%) | 602 (92%) | 53 (8%) 0 |
2 F 655/672 (98%) | 603 (92%) | 52 (8%) 0 |
2 J 655/672 (98%) | 605 (92%) | 50 (8%) 0 |
2 N 655/672 (98%) | 603 (92%) | 52 (8%) 0 |
3 C 534/629 (85%) | 490 (92%) | 44 (8%) 0 |
3 G 534/629 (85%) | 490 (92%) | 44 (8%) 0 |
3 K 534/629 (85%) | 490 (92%) | 44 (8%) 0 100 ] [ 100]
3 0 534/629 (85%) | 490 (92%) | 44 (8%) 0 |
4 D 538/542 (99%) | 507 (94%) | 31 (6%) 0 |
4 H 538/542 (99%) | 507 (94%) | 31 (6%) 0 |
4 L 538/542 (99%) | 508 (94%) | 30 (6%) 0 |
4 P 538/542 (99%) | 507 (94%) | 31 (6%) 0 |

All | Al | 9516/10016 (95%) | 8765 (92%) | 751 (8%) 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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#protein_sidechains
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 580/585 (99%) | 580 (100%) 0 |
1 E 580/585 (99%) | 580 (100%) 0 |
1 I 580/585 (99%) | 580 (100%) 0 |
1 M 580/585 (99%) | 580 (100%) 0 |
2 B 586/596 (98%) | 584 (100%) | 2 (0%)

2 F 586/596 (98%) | 585 (100%) | 1 (0%)

2 J 586/596 (98%) | 584 (100%) | 2 (0%)

2 N 586/596 (98%) | 584 (100%) | 2 (0%)

3 C 511/582 (88%) | 508 (99%) | 3 (1%)

3 G 511/582 (88%) | 508 (99%) | 3 (1%)

3 K 511/582 (88%) | 508 (99%) | 3 (1%)

3 o) 511/582 (88%) | 508 (99%) | 3 (1%)

4 D 510/510 (100%) | 500 (98%) | 10 (2%) 50 68
4 H 510/510 (100%) | 499 (98%) | 11 (2%) A7 64
4 L 510/510 (100%) | 500 (98%) | 10 (2%) 50 68
4 P 510/510 (100%) | 500 (98%) | 10 (2%) 50 68
All | All | 8748/9092 (96%) | 8688 (99%) | 60 (1%) 80 86]

5 of 60 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
4 H 519 LEU
4 P 285 ARG
4 L 38 SER
4 P 172 ASN
4 P 591 ILE

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 150
such sidechains are listed below:

Mol | Chain | Res | Type
1 M 286 GLN
4 P 477 ASN
2 N 231 ASN
3 O 513 ASN
3 G 72 GLN
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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)

Of 8 ligands modelled in this entry, 8 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
4 D 1
4 H 1
4 L 1
4 P 1

All chain breaks are listed below:


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 D 333:LYS C 404:ASN N 81.43
1 H 333:LYS C 404:ASN N 81.43
1 L 333:LYS C 404:ASN N 81.43
1 P 333:LYS C 404:ASN N 81.43
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-11101. These allow visual inspection
of the internal detail of the map and identification of artifacts.

No raw map or half-maps were deposited for this entry and therefore no images, graphs, etc.
pertaining to the raw map can be shown.

6.1 Orthogonal projections (i)

6.1.1 Primary map

The images above show the map projected in three orthogonal directions.

6.2 Central slices (i)

6.2.1 Primary map

Ly
% -*:{. ;:;*,3

s e
ES i

X Index: 300 Y Index: 300 7 Index: 300
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The images above show central slices of the map in three orthogonal directions.

6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 337 Y Index: 359 7 Index: 359

The images above show the largest variance slices of the map in three orthogonal directions.

6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary 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.

(3)
‘c
U-
L


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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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 1.3.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.6 Mask visualisation (i)

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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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

— Voxel count

Recommended contour
level 1.3

Voxel count (logl0)
o
i

0 T | T
=2 0 2 4 ¥ 8

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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
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7.2  Volume estimate (i)

Volume estimate
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The volume at the recommended contour level is 1141 nm?; this corresponds to an approximate
mass of 1030 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

Intensity (logl0)
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*Reported resolution corresponds to spatial frequency of 0.263 A1
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps
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8 Fourier-Shell correlation (i)

This section was not generated. No FSC curve or half-maps provided.


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

Page 29 wwPDB EM Validation Summary Report EMD-11101, 6Z60

9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-11101 and PDB
model 6Z60. Per-residue inclusion information can be found in section 3 on page 6.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 1.3 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
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
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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 (1.3).
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https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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9.4 Atom inclusion (i)

Atom inclusion

1.0 _ -\
o
= 0.8 1
W
=
]
T,
E 0.6 4 —— Backbone atoms
£ All non-hydrogen
E atoms
=] Recommended contour
)
o level 1.3
v 0.4
=
g=
]
[}
o
E 0.2 1
D-ﬂ T T T T T T

-2 0 2 4 ¥ 8
Contour level

At the recommended contour level, 94% of all backbone atoms, 88% of all non-hydrogen atoms,
are inside the map.


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

Page 32 wwPDB EM Validation Summary Report EMD-11101, 6760

9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (1.3) and Q-score for
the entire model and for each chain.

Chain Atom inclusion Q-score

All 0.8790 . 0.3130

A 0.9490 . 0.3480

B 0.9310 . (.3320 3
C 0.8500 . 0.2970 '
D 0.7640 . 0.2630

E 0.9490 . 0.3490

F 0.9310 . 0.3330

G 0.8500 . 0.2970

H 0.7630 . 0.2610

i 0.9490 . 0.3480

J 0.9320 . 0.3330

K 0.8500 . 0.2960
L 0.7620 . 0.2620 w00
M 0.9500 . 0.3490

N 0.9320 . 0.3330

O 0.8500 . 0.2970

P 0.7640 . 0.2620
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