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PDB ID
EMDB ID
Title
Authors
Deposited on
Resolution

Mar 25, 2026 — 09:14 AM UTC

8JFK / pdb_00008jtk

EMD-36212

PhK holoenzyme in inactive state, muscle isoform
Yang, X.K.; Xiao, J.Y.

2023-05-18

2.90 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 /EMValidationReportHelp
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.dev132
Mogul : 2022.3.0, CSD as543be (2022)
MolProbity : 4-5-2 with Phenix2.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49



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 2.90 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 o)
Ramachandran outliers IS 0.0%
Sidechain outliers I I 3%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric Model-Map Fit Percentile Ranks Value
Q-score ] W 0.265

Worse Better
I Percentile relative to all EM structures

I Percentile relative to EM structures of similar resolution

Metric ‘Whole archive EM structures Similar EM resolution
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 13054 ( 2.40 - 3.40 )

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 B 1093 - 50% 42% S 5%
1 F 1093 - 53% 40% 5%
1 J 1093 - 57% 36% 5%
1 N 1093 - 63% 30% S 5%

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

Mol | Chain | Length Quality of chain
4%
2 A 1223 48% 32% R T/
13%
2 E 1223 47% 33% B T 7
2 I 1223 . 52% 28% O o
2 M 1223 53% 27% T o
82%
1 —
3 D 149 46% 38% 14% .
78%
1 —
3 H 149 47% 37% 13% -
3%
3 L 149 — 47% 37% 13% .
16%
3 P 149 T 38% 14% .
79%
] —
4 C 387 49% 47% -
1%
e —
4 G 387 48% 48% -
4 K 387 = 47% 48% A
4 O 387 . 49% 45% A

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density

D FAR A 1301 - X X -

5 FAR B 1101 - - X -

5 FAR E 1301 - X X -

5 FAR F 1101 - - X -

5 FAR I 1301 - X X -

5 FAR J 1101 - - X -

5 FAR M 1301 - X - -

D FAR N 1101 - - -
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 81428 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 Phosphorylase b kinase regulatory subunit beta.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 B 1033 8342 5338 1424 1543 37 0 0

Total C N O S
1 N 1033 8342 5338 1424 1543 37 0 0

Total C N @) S
1 J 1033 8342 5338 1424 1543 37 0 0

Total C N @) S
1 K 1033 8342 5338 1424 1543 37 0 0

e Molecule 2 is a protein called Phosphorylase b kinase regulatory subunit alpha, skeletal
muscle isoform.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
2 M I86 7801 4976 1319 1460 46 0 0

Total C N O S
2 A I86 7801 4976 1319 1460 46 0 0

Total C N @) S
2 I I86 7801 4976 1319 1460 46 0 0

Total C N @) S
2 k I86 7801 4976 1319 1460 46 0 0

e Molecule 3 is a protein called Calmodulin-1.

Mol | Chain | Residues Atoms AltConf | Trace
5| D 5|0 7 s ot o 0 ;
5| B 5|0 7 s a1 o 0 0
3| L 5|0 70 s a1 o 0 0
5 F 5|0 7 s a1 o 0 0



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

Page 5 wwPDB EM Validation Summary Report EMD-36212, 8JFK

e Molecule 4 is a protein called Phosphorylase b kinase gamma catalytic chain, skeletal mus-
cle/heart isoform.

Mol | Chain | Residues Atoms AltConf | Trace
4 ¢ 371 ?(J)ESI 19051 51;I5 5(5)0 1S5 0 0
4 G 371 ggﬁl?l 19C51 51;I5 5(5)0 1S5 0 0
4 Kk 371 ggﬁl?l 19C51 51§5 5(5)0 185 0 0
40 U | o o s a0 15 ; ;

e Molecule 5is FARNESYL (CCD ID: FAR) (formula: Cy5Hy) (labeled as "Ligand of Interest"
by depositor).

FAR

Mol | Chain | Residues Atoms AltConf
5 B | T‘igal 105 0

5 | M | T(igal 105 0

5 A 1 T(l)gal 1(:;) 0

5 N 1 T(l)gal 1(:;) 0

5 J 1 T(l)t;‘l 1% 0

5 I 1 T(l)t;‘l 1% 0

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

Mol | Chain | Residues Atoms AltConf
Total C
5 F 1 15 15 0
Total C
5 E 1 15 15 0




EMD-36212, 8JFK

wwPDB EM Validation Summary Report

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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
quality criteria for which they contain at least one outlier:

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)

Page 7

green = 0, yellow = 1, orange = 2

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

and red = 3 or more.

« 5%

42%

50%

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

shown in grey.
e Molecule 1: Phosphorylase b kinase regulatory subunit beta

Chain B: -

08b

SLL

89L
L9L

9SA

£G4

0sa
671

%M

B6ETA

9€Ts

[4%AN

8TCN

9TTAh

veeh
€224

TeTh
(4418

8124
1120

STCA

€TCA

L0Td

€5eV
¢sed
TSEN
0S€X
6YEX

Lved

B6EEY
8EEX

9€ea
GEEY

eeed
ceeyd
Teexn

LYYT

f5747.0

whd
(0474

8EVD
LEVA

SEVD

{454
TeYd

6274

0zva

(45728

607X

S0PA
70vd

Tovd
LBEH

96€T
S6EA

£6EL

T6€1

98¢ed

78eh

6.LEY

SLEQ

ELEN

TLEX

69€4d
89¢€d

99¢ed
s9ed

{4

vsed

Lzsh
9281
9¢8d
74!
€TSA

1250
0zZSd

815b
€1SK

01871

$038b
€0SS
208d
TOSV
00SI
6671
867V

96VH
S6¥A
v6vA
€671

0673

S8YN
78%S

0 z8hd

T8V
8LYN
LLvd
0L¥A
6974
89%h
L9%A
99%d
£9%a

L83
95¥a

i
€G¥1

TSYV

(S4728

P XXS
©
@

1824
0G4
6.3

LyLT
9YLI
Sv.LD
TPLT

i

CvLI

ovLd

€€LA

TELT
0ELN

8TLT
LeLI
92,4

0 BTLL

>

0 1zL0

6TLM

YTLA

8184

0T8A

T6L3
06.0

88L4

98.LY

£€8.4
T8LA

6LLM
SGLLS
TLLH
19,3
99.1

S9LH
v9.a

29LA
TOLL
091D

3

9SLI
G54

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 8

18871

S78Y

8€8)

9€8X

€E8N
zesh
T€8I

0661
686N

1861
9861

€861

6.64

vL6W

L06A

T901D
09071

SS0TA
%5074

TSOTW

vvo1a

17074

8€0Td
LEOTH

SEOTd
veotd
€EO0TN

0€0THE
6207

L2071
%2011
120TH

8T0Td
L7074
9T0TT
ST0T3d
¥101d
E€T0TN
2107y
11074
07071
600TA
800TI
L00TS
900TA
S00TA
Y00TIW
€00TT
C00TT
10073

666A
8661
1660
9664
S664
7660
€66d
T660
T66d

€L0TA

0L0TL
69011
890TA

99010
G90T.L

e Molecule 1

290TH

Phosphorylase b kinase regulatory subunit beta

+ 5%

30%

63%

Chain N

86V
1671

81

28y
8%

L9L

S98

©
el
=

SSI

B

(4578
TSH

lqa 8
S2TS

€cey
ceed
T2ch
ozza
(45418
1124
(0] gact
90CA
1024
86T
L81S
S8TH
T8TA
8LTX
CTLII
69TH
2911
6510
SSTA
0STH
S¥1d
7ETQ
TETH
TETH
0ETH
6CTA

9211
SCTI

€Ty

0z

ST1d

L07Q

S0TQ

85ed
95eN
ision
vsed

0S€X
6VEX

Lyed
vvea
LE€D
9gea
seed
(43¢
oged
e
0ozen
91€l
L0€T
86¢d
1621
9621
Secy
T6CN

68CS
88cY

S8cH
9,24
TLey

0Lza
69271

L9CTA

9921

(414

Lyt

ceTL

82CN

oo .
o o & 2

9094

009N

€651 m“m a1
2894
7894

0,94

2990

S99A

€99V

1998
0991

9991

TS9N

OO & & oo

6791

(47428
1991

€298

1291

ST19d

TTOW
0T9%
609M

¢

9.LLb

cLLE

CILA

893

9¢.Ld
SCLH

£98N

098I
6S58M

LS881
9G8H

vs8n
€681

058d

878

9784

¥¥8a

078N
6€80
8E8)

9E8A

vesl

T€8I

1288

€285

TZ8A

918D
S184

T18L

6080
%081
0081
96.L1
€6.S
06.LD0
68LL
88.4

78L&

08.L7T

8LL1T

8€6d
£€6S

6260

6160
ST671

1161

80631
5068
T060
0064
6681
8680
L6871

888
18871

€881

0881

8.8M
L1189
9,81

L8]

8984
L9871
9984

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 9

veota
€E0TN
2E0TA

0€0Td
620TH

9201y

¥2oT1
€201d

1201

7864

2861
1861

0468

€961
CT96H
T963%

8561
LS61
9561

0 16071
06070

0 880Td

69071

L90TS
990TD

%9010

650Td

TSOTW

w9014

0%0TS

Phosphorylase b kinase regulatory subunit beta

e Molecule 1

« 5%

36%

57%

Chain J

1.4

891

S98

091

L8Y

S9Td
228

2911
1911

6STa

9STH
SSTA

ZSTA

O0STH
6711
8%1D

9YTL

4%t
(458
SETH
TETD
TETH
O0ETH
6CTA
LTTA
9211
SCTI
745

0T
61TI

ST1d
P11
€17
801X

€0TY
20Td

86V
1671

06D
881
78I
€83
(434

SLL

9924

1928

852h

¥5¢1

Lycd

8€TS

9€Ts

2eTL

62CN

LTTA
9TTH

€22

TeTh
0zzA

912d

214
€TCh
(454
802¢D
€02h
T024

7614
€6TI

0611

S8TH
¥81d

T8TA
08TT

8LTA
LLTT

CTLII
TLTD

69TH

LOTA

8EEX

TEEN

8CEX
LgeN

et

0ZEA

81ed
L1€7T

80€d
LO€ET

00€T

86¢d
L6271
9621

882y
28C1
8.TL

112D
9,24

j2xa
€LTN

TL2V
0Lza

96VH
S67A

€671
670
T67N

9870

»8¥S
0 z8%Y
|

LL%Y

6974
7S¥1
[4c172:1

(4728
214728

Svvd
(4774
8EVD
LEVA
9EvY
SEVD

CEVS
Te%d

PXa4]
0zva
9Tvd

€Tvd
(4578

607X

90%A
S07A
Y0¥%d

LBEH
96€T
S6EA

€681l
26€eT

S8EA

L8SH
9854
S894
185a

8.SI
L.8d

Y.LS0

*

8991
1994
993K
S9ST

2951

0981

3

9G65d

o < N D O < w0 0N~ [}
PO BN Y Y OB © W0 W o
Q © © © © © ©Q © © ©
~ (= B3 = [S- A g =

¥53a
L9971
1991
99N
SESA
€91

Te5D
0€Sd

1

9251

8150
L1SL

TISN
0TST
6054

205D
90ST

%05

TOSV

6671

2894

1,99
9.91

€91
cLoY

TL9T
0,94
6990
8991
1990

L o 4 o o o 4 4 & 4

S99A

1294
9291

€293

1291

81971
1194
91971
ST9d

0T9x
609M

2090
9093

G6SI

€6ST

T6SA

6850

> o

> oo

091D

SG.4
T84

0824
6L

S¥.LD
vvLT
€VLT
ehLI
8ELY
€€LA
0ELY
LTLI

9zLd
SCLH

6T.LM

YILA

Sv8Y
078N
6€8D
8€8)
e8I
0€8A

€28S
{44538

9189
S184

2181
17181

6080

08D
908H
S08A
2081
66.LH
96.1

€6.LS

88.4

S8.LD
78L&
€84

S NS0 O N~ Do o
B~ NN N~ oo
NN NENNNSENS
/mom < n ox =4

99.1
S9LH
79.a

C9LA

wzem
€260
ceed

6160

7161

2161
1161
0761

8063
LO6A

706d

2061
1060

6681

L6871

18871

€88

T88H
0881

20011
10073

6667
8661

L

€86A

6,64

LL6N

0L6S

0€61
6260
8T6Y

S¢61

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 10

6073

LL0TT

TLOTI
€L0TA

TLOTH
0L0TL
69011

990TD
G90TL

€907
29013

09071
650Td
850Td
LSOT.L
9S0TN
GSO0TA
75014
€50TS

TSOTW
8%0Th

LEOTH
9€0TD

veotd
€E0TN

0€0Ta
92014

72011
€201a
TTOTA
T2oTy

81074

910711
ST0Td
y101d
ET0TN
21074

0T0T1T
600TA
800TI

S00TA
700TI
€00TT

oo o 4

260TI

e Molecule 1

06070

Phosphorylase b kinase regulatory subunit beta

5%

40%

53%

Chain F

191

6GL

9%
93A
SSI

€54

671
8%

97N
S71

gl

SSTA

€974

€0TY

TOTA

06D

881

781
€84

T8y
080

SLL

891

99d

€94

eV

e

9€Ts

c¢EeTL

VXaas

€224

Teemn
0zeA

912d
STCA

(4148
1124

60CA

024

S02T
702N

20zI

9G€eN

0 SGET

6VEX

LYEY

£ved

TveEs

8EEA

a2

9€Eq

6¥%CI

Eiadl

v
EvTM

15747
0%¥1

0 8€¥D

CEYS
T€%d

6274

81¥d
LI¥A

4544

(4578
6074
S07A
¥0%d
€074

66EL

LBEH

S6EN

T6€1

88€X
L8€d

6.4

LLEA

S.ea

i

TLEX
0.L€71

89¢€4d
L9€T

¥oed

c9ged

Tzsh

02sd
6151

918d

¥159
TISN
L0sb

%050

0 €098

2059

00SI
6671

L67A
967H

€671
26%a

06%d

9870

£8vd
0 z8hY
|

L.V

SLva

€LYVT

0L%X
6974

L97A
Y9¥1
€9%a
[45i8
8S¥T

YS¥1

[4c172:}

67¥I
214728

€691

T6SA
0638d
6850

L8SH
985X
G854

0894
6.S1

1991

6EST
8ESK

GESA
€91
£€9d

TESD

62SM

€191

619N
81971
4194
91971
S19d
v194

019
609M

9094
€090
86SI

G6SI

5.3
0824
673

LY.L

0v.Lb

8ELY
LELT

€ELA
0€LY

YCLL

¢
0 12,0

6T.LM

AZN

~
kool
©
5

9894

2894
T

ool
©0
5

6.L971

9.91

OO OOOO G000

89.4

S9LH

C9LA

¥161
€76Q

T167T
0761
6060
80631
L06A
9064

706d
€068

0064

v68)

s o 2

168D
0684

1881

098I

LS81
958H
SG81

€581
0s8b

L%8Y
9%84

0 el
|

0%8N

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 11

¢

T00Td
000TA
666A

1660
9664
G664
2660

686N
886D

7864

LLEW

SL6K

SE6N
€61

0€61

Lz64
9zZ6N

3

2eed

0ZeN
6160

Z80TA
T80Td

8L071
LL0T1

SLOTN
YLOTH
€LOTA
0L0T.L

9901D
S90TL

€90TY
90T

650Td

LS0TL

€90TS

vvo1a

0%0Ts

LEOTH

veotd

2E0TA

0€0T3d
6201
8TOTA

§cota
%2011

220TA
T2oTH

8T0T4

¥101d
ETOTN
CT0TYd

0T0T1T
600TA
800TI
L0018
900TA
S00TA
Y00TI
€00T1

S e <

€80TY

Phosphorylase b kinase regulatory subunit alpha, skeletal muscle isoform

e Molecule 2

19%

27%

53%

Chain M

$ETD

ST
vein

8TTL
€TTH

0T1a

L9TV
99¢d
S924

oo o = N m
W B © © ©©
N a NN~
niEa Q> >

{474
6£2h
€eea
L1271
(4148

902X

Y0CH
€02D

T0Zs

L6171

181D

€811

1814

6LTV

89171
L9TN

v914

1914
091a

9STI
SSTI

274970
L¥T0

(47458

ovIA

LETV
9€Ta

T8

89¢€T
L9ed

6S€T
95€d
TSER

8¥eEN
LyEd

TreEN
0veA
LEET
seed
Teed

8zTeM
prascs

E€TEN
[44°cs

0zeT
61€N

vied
orey

L0ed

S0EN

€0€L

S624

T6CZA

682D

1821

¥8¢I
€8¢CI

L.T3
9.2

T.2d

692V

cLYY
TLYI
0L¥d
697X
89%A

S9PI
7ovL
€973
29%A

EETA

TEYS

9Ty

vZva

(4478

€TV

T1%S

6071

90%T

20vM

00%H
66€d

L6€xd

zeeyd
T6ed

18¢ed
98EN

78ex
€8€4

8839)
1854

18SS

B6.LSN

6958

€951

T9SL

LSSL

€994

0881
6%SK

6EST

9ESN

YEST

6250

G2SI
(4L

2esd
TeSL
0284
6TSL
8784
L1SI

TTSA
0T8T
605X
80SS

905D

70SA

2TOSW
TOSH

(4370

z8YI

6LYT

§2574]
€LVA

1991
999H

BTN

T19s8

8091

7091
€093

66SA
8654

€654
265D

065D
685

8991

v6.LM

88LL

S8LN

0 $8LA

6281

9281
SC8T

£c8M
CT8H
128y
0Z8I

LT8A
918}

¥184
T18L

0181
6081

96.L1

096H
6S6H

9G6N

wsen

6761

9761

E£E6H

~ o O NMIFLWONNRNO A
= ANANANNNNNDO O
aQ O DDPDHODDDDHD DO
[ HO AHHO> =< B K4

2164

8060
LOBL

Y064

1067

668A
8681

S68h

2681

0681

888N

LL8L

.83

0.8d

9981

9964
5963

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 12

YITTA

[4aa%
TITTA

80TTS
L0714

20T1d
860TY
L60TL
960T.L
7601S
€60Td
26011
T80T
8L0TA
9L0TM
TLOTA
T901a

850TY
L5014

YS0TM

€6TTd
Nmmﬁ<
68TTA
wwmﬂq
S8TTD
¥8ITI
mwmﬁo

8LTTH

9LTTT
SLTTW

€L11d
cL11a

69711

L9TTH
wwmﬁa
29114
19111

6STTIN

LSTTI

GSTTA

€GTTH

TSTTA

mﬁmﬁH
mwmﬂH
8ETTY
LETTT
9ETTI
SETTL

EETTA
CETTT

0ETTY
62114

L2711
9CTT1
STTITO

0ZT10

8TTTA

0 TTTTH
STZT1
[4541]

0TCTA

S0TTA

€0CT1
20CTA

S6TTD
v611S

Phosphorylase b kinase regulatory subunit alpha, skeletal muscle isoform

e Molecule 2

19%

32%

48%

14%

Chain A

S60

foe
o II
pu

06H

984
S8

€8y
z8A
8A

6.0
8.4
LL1

SLA

€LY

(445"

0%TA
B6ETS

9€1a
GETT
YETD
€eTT
CETH

0ETM

9LTX

L¥ED

oveN
6EED
8EEQA

9€eI
Sged

zeEN
6zed

8CEM
pR4ocs

sced

€CEN

0zeT
61EN

€TEX
(4598

0T€Y

80€d
L0€Q

TOEA

6620

9624
S62H

€620

162K
06y

18T1

6974

89€T
£9¢e4
6G€T
96€d
SGET

vsev
€G6€d

€VST
CYSH

6€SI
8ESN

9ESN
SE€Sd

[453:0¢

0€Sd

8zsh
2esd

6151

L1SI

STSY
v19Y
E€TSI

TISA

O - am 0N~ 0O
S 009 o Qo0 oo
Q) O 0 O 0 TR Y T RVe)
mm = o> T B0

¢

86%d
Levd
96%D
S6¥%S

[ 43721

Tevd
06¥N

98%1

78¥S
€8VA
28%1

6,71

0Lvd

6639A

0LSH

¢

e VOO0 o o

¥8LK

0z9a
6TON

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 13

0 981

€T8M

0z8I

SO SO

E£E6H

T€6T
0ged

LTBW
9T6A

¢

2T6'T

0zZ6I
6164

L1764

i

STEN

@ 0O oo

1061
0064
6681

0 868I
1681
9683

0 5680
7681
€681
2681

0681
688S

1880

SO oo

9964

T961
096H

8961
L8671
956N

Fsen

1S6d

6761

9%61

890Td

SSOTh

e
E€ETTA
CeTTT
TETTL
OETTY
62113

L2171

jZ4a%"!
€CTTA

1211d

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

<>

L0TTA

4

O00TTI

-3
o
o
—
2

26011

OO GO0 0000000

98018

-

A o o 4 4 4

T80T

8L0TA

i

©
~
o
=
=

F

0 00ZTTH

0 L6114
961714
S6TTH
v6T1S
€6T1d
T6TTY
16118

68TTA

-

G8TTD

8LTTH

COO GO0 G000 O oo

Phosphorylase b kinase regulatory subunit alpha, skeletal muscle isoform

e Molecule 2

19%

28%

52%

Chain I

06H

881

984

o
I
£

T8A

6.0

LY
LN

0La
694

194

SoV

€94
cod
T9X

L8971

I
IIIIln |
=

0zd

914

21zl
90Tx
T6Th

T6IN
06TL

8810

98TH
S8Td

€811
9LTK
€L73
0474
8971

1914
091a

9GTI
SSTI

2s1d
LyT0

EVTT
(474!

eI
8¢1a
{44

8TTL
LTIN

€TTH
(429!

oT1a

€01

1018

560
764

Sged

€TeEN
cced

0zeT

€TEX

6€2h
SETA

8124
L1271

S1271

6ETA

€TVI
(4478

617V
81¥T

STPa

ETVI

T1%S

6071
80%I

070

covM

TOVW

00%H

26eY

78ex

T8€ed

SLEA

€LEX
TLET
T8

89€T

99¢eA

Ll

65€T

S5 el

ey

Tved
0oveA

9€eI
ceEM
Teed
0€ET

L2€4

SPSL

TvSd
0%SA

8ESN
SESQ
CEST
TESA
0€54
8zsb

vesd
€250

0zgsd
6TSL
8154
L1SI
AL
TIGA
80858
COSH
TOSH
0084
967D

TBYN
1674

68YN

6LYT
8LYI

§757]
29%A

09%1

8G%)
LS%a

0S¥

214748

j4%472"

(44718

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 14

Y6.LM

T6.D

68LI

L8LK

S8LI
0 8LA

18.d

888
1880

§884

8,80
1181
9,871

.84

1981
998L

984
€984

098d
658d
859871

SG8L
7581

cSe8y

8%8T1
L%8T

S¥8L

0%81
6€8Y

LEBN

SESN

€€8T
2¢e8I
T€8D

2961
8561
S56)

YS6H
£36Y

1964

E€¥61

Tv6d

SGE6T

€E6H

0g6d

3

Sz6d
Y261

L

061

8161
L1764
9164

6VT1TI

SPITI

0%ITI

8ETTV
LETTT
9ETTI
SETTL

EETTA

6211d

[4q9%
T211d

9TTIN

YITTA

[432%

L0114

26011

T80T
080TH

8L0TA
LLOTH
9.0TM
SLOTA

€L0T0

TLOTd
0L0TD

99074

79011
€901V

T901a

L5074
95074
SS0Th
yS0TM
€50T0

ST1CT1

[4241y]
TICTA

T0CTL
00ZTH

L6174
961TY
S6TTD
v6T18
€61Td
1433344
T6TTS

Phosphorylase b kinase regulatory subunit alpha, skeletal muscle isoform

68TTA

9LTTT
SLTT

cL1ta

69111

e Molecule 2

LOTTH

€91T1

X

)]

—

N

m

m

X

~

<
X
m
—

=

o=

o]

S

781

T8A

LLT
9.4

jZA )

89d

T9K

641

L8971

SSM

i

— o
0 0
H A

674

LYN

147}
EYM

va
[0)2:1

€el
[4°31

0OEL
6CA

€STT

8V
LyTD
VIV

137299
o%TA
B6ETS

LETY
9€1a
SETT

€ETT

SCTA
4498

8TTL
LTIN
911X
ST

(435}
0TTa
60TX
80TL

€01y
2014

ootd

i

[474%
1544}

6g2h

«Q
o0
N
(&)

9€Th
SETA

0 €eea

0€TA
6CCH

pxaas
92Ts

vced

2TTd
TZen

8124
1121
912a
S121

21T1

902x
S0Tv
Y0ZH
€02D

9LTX
SLTV

€L73

YEEX

zeeEn
Teed
0geT
6zed
8TEM

9z€D

0 geed
|

0ze1

€TEX

0T€Y
L0EQ

TOEA

9624
S62H
%620

1624

98CL
¥8cCI
€8CI
[4stacs
1820
082y

L.,T3
S.271

2c.LTa

L9TV
99¢d
S9z¢4d

(41418
T9¢s
0921
6521

962N
4sacs
€39eH

0 6%y

8¥cH

SEEd

005y

L6%d

7671

(43218

88%0

9871
98%S

£8VA

08%S
6.7

S.¥d

[h4S

R LDWIDE

0L%d
697X
89%A

Y9vL

{45578

SSG¥1

[42172:8

8Y¥l

> e

4408

157%47%))

6ETA
8EVA

0€Vd

8¢hY
LTYN
921

O

PROTEIN DATA BANK

W



EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 15

>

0LSH

1988

0 9951

098d
6350

ey
€554

0SST
L¥ST

€%ST
CHSH

6€ST

o

9ESN
SESA

2esq1
T€9K
0€9d

8zsb

vesd

T2SL
0zsd

0 6TSL

SIS

€SI

TISA
0TST
605X

S0ST
70SA

COSH

129d
0z9a
619N

91971

T198
0T9L

7091
665N
8654

7654
€6SA

68SH
88393

¢

98ST

78SV

28SI
189S

’ 08Ss

6.LSN

€99K

L1764

2164

<

el
.w-

(%]

OO 0O 0O oo

¢
¢
¢
¢
-t
¢
¢

w¥8D

6164

LOTTd

20TTd

00TTH

.

96071

Sy
2
PO VOO0 OOOOO

26071

>

0 T80TH

L] O |

6071
0 8LOTA

SRR

9L0TM

0 HLOTH

T9TTT

g

0 $STTI
€STTH

o o

6%TTI
8YITI

SPITI

0L079D

i

890Td

99014

YS0TM

8ETTV

9ETTI
SGETTL

I ——
46% 38%

EETTA

i

TETTI
0ETTY
62114

L2111

E€CTTA

12T1d

[a%:,

0 TTTTA

OTTTH

STCTT

[4%411]
TTICIA
0TZTA
60CT.L

90CTY
S0CTH

82%

€0CT1

T0ZTL

L6774
96174
S6TTD
v6118
€6TTd
CeTTY
16118

+n

68TTA

#8111

o o d

in-1

Calmodul

e Molecule 3

14%

Chain D

3]
©
o

o
© ©
T =

oo o 2 & 2 2 2 2

[
0
H

IO

-
s
o

~
a2}
.z.

e 2 o 2 Ao B 4 4 4 B A e A A Ao

o
™| o
- O

©
N
o

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

COOPP 9009000900999 909090900 9090990909090 90%00%9090

)
=3

*>®

=
N
S
lV-':‘I

o
-
—
I.-]

€0TV
20Ts
T0TI

~
[
(&

96a
G634
v6a

&> SO

D N
e} i
l< >I

S.4

YLy
N
TN
894
[led
994
+In
oI

L 4
™
©
12

R LDWIDE

w_ 0

PROTEIN DATA BANK



Page 16 wwPDB EM Validation Summary Report EMD-36212, 8JFK

COOPPPPPPPPPOO 0000 G000

2 3 I8
& % Ba B
e Molecule 3: Calmodulin-1
78%
. I
Chain H: 47% 37% 13%
PRI COOOO 0000000000000 00000000000

o
N OO

OO PPPPPPPPPPO 9009009000000

D
N
—

e Molecule 3: Calmodulin-1

A A 4 4 o . g

.
vlv-1 v-1 N
=R E g

582

13%
3 _ I
Chain L: 47% 37% 13% -
o o S - -
N0 O~ — ~ N oN o0 o (22} <+ < i wn wn 0w w © © © © ©0 ©
Mmoo 29 = [=] (&) =] = = o o o o< = a = m|> A (& O H (S s)

O = NS o - ) = [
N N © NN o o < W N~ [sE-Neke) o o ~ o~ N g g
EE NSNS ®OH ® O o@D O o R ] = — — - - -
== <@~ AnmE H < >mAa X ] M oH o< =W = & | 2] < a o

miss @

M145

e Molecule 3: Calmodulin-1

16%
Chain P: 46% 38% 14% .
o oo o > oo © o o
M| e [EI = a (&) 1 = = o = << =] (=} =] [ =) O =20 E=HHA

> S Lo 2 o e

oD NMSHwO O - — ) <
Soocolooom— N N "
REEEL e — - -
S HOn< =M = B (2] < a

)
—
pE)

Q144
M145

e Molecule 4: Phosphorylase b kinase gamma catalytic chain, skeletal muscle/heart isoform

49%
. T — —
Chain C: 49% 47% -



EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 17

0%y
6EH

.v o€y

€EA
(433

OO

801X

@ SO0 OOOOOoO

SO OO OO

0w © N~
~ &~
pEr
a @ oA

TLT4
041D

891Q

L1971
99711

o
©
-
=

¢
¢
¢
¢
¢
¢
¢

{419’}
TST1

6714

» o 2 2 2 2

¢

CYTH

3

8ETI

0 LETA

o oo iii<'><l><‘> a2 o 2 & 2 2 2 2

e

o o o 2 4 & o

e Molecule 4: Phosphorylase b kinase gamma catalytic chain, skeletal muscle/heart isoform

41%

48%

48%

Chain G:

8ETI

0 LETA

0 $ETT
0 €ETY

TETN

0 0ETI
0 62T

pXany

0 9zTd

SCTTH

€eI8

0 [44 %!
0 0ZTA

611X

i

STTA

¥8H

6.4

LLI
9.a

v.d
€4

0 502d

Y0CH

0 zozd
4

L6174

S6TI
v613d
€61d

0 1611
0 06TA

N
9810

w O N~
~ N~
pr
A @ oA

~
—
o

a2 4 JEE 2 2 2 2 2B 2 - N 4
g
=

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

* oo
2
S

¢

T6CA

682h

i

1824
982d
G8CH

9.LeX
Sled

AL B L o o

cLed

0LET
69€Y
89€Y

~
©
[}
~

b o o o N o 4

S9ed
79eb

T9EN
09€X

8GEM

GGEA

0 €564

0S€A

+n

0 8vea

9%€T

¢

£
0 Thed
0 Ted
ove1
¢
Lg€d

o=

e Molecule 4: Phosphorylase b kinase gamma catalytic chain, skeletal muscle/heart isoform

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-36212, 8JFK

wwPDB EM Validation Summary Report

Page 18

48%

47%

Chain K

181
98N
S98d
Y8H

6.4
9.d

SLA
v.ia

€¥S

i

LeTL
9¢Td
SCTA

€eIs
(49!

0ZTA

LTTL

STTA

80T

90T1

€0TA

881

S6TI
ve1a
€6Td

T6TT
06TA

L8TL

S81D

¢

SLT1

TL14
0LTD

891Q
L9TL
99TT

€1€T

TIEL
0T€T

80€1

hain, skeletal muscle/heart isoform

S0ed

coeyd

§i

8T€I
L1€Y

GT1€es

1C C

Phosphorylase b kinase gamma catalyt

e Molecule 4

45%

49%

Chain O

161
061

881
181
98N
S8d
78H

9.d
SLA
Zks
L)
TLL
€93
09s

TSI

674
8¥vA
LYY

Sva

€¥S

a1y

6STd

9GTI
SGTN
vS1d

CSTH
TSTT

67Td

(e
6€2T
8ETW
LeT1
9ETH

veen
€€TY
CETH
TETM
0€Td

T611
06TX

L8TL

SLTT

TL14

8T1€I
L1€Y

STES

€1€T

TIEL

1821

8.TL

0.LET

89¢€V

L9€Y

S9eb
9eb

ToEN
09€eX
6SEN
8GEM

GGEX
YSEI

TSed

0S€X

8¥ed

9%€T

vhex
E¥ET
Zhed

0%eT

8EEA
Lged

(4308

0eey
62el
8TeN

veed
€2eY
(4498

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 19

wwPDB EM Validation Summary Report

EMD-36212, 8JFK

4 Experimental information (i)

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

Number of particles used 623973 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) 1.5 Depositor
Minimum defocus (nm) 1100 Depositor
Maximum defocus (nm) 1500 Depositor
Magnification Not provided

Image detector GATAN K3 (6k x 4k) Depositor
Maximum map value 2.085 Depositor
Minimum map value -0.070 Depositor
Average map value 0.001 Depositor
Map value standard deviation 0.022 Depositor
Recommended contour level 0.01 Depositor
Map size (A) 470.80002, 470.80002, 470.80002 wwPDB
Map dimensions 440, 440, 440 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.07, 1.07, 1.07 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:
FAR

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 | py/q7 #4|Z| >5 RMSZ #4Z| >5
1 B 0.52 11/8529 (0.1%) 0.74 33/11558 (0.3%)
1 F 0.34 2/8529 (0.0%) 0.57 16/11558 (0.1%)
1 J 0.38 4/8529 (0.0%) 0.56 14/11558 (0.1%)
1 N 0.32 3/8529 (0.0%) 0.47 5/11558 (0.0%)
2 A 0.19 0/7962 0.49 4/10785 (0.0%)
2 E 0.22 0/7962 0.46 1/10785 (0.0%)
2 | 0.24 2/7962 (0.0%) 0.49 10/10785 (0.1%)
2 M 0.20 0/7962 0.43 1/10785 (0.0%)
3 D 1.34 7/1155 (0.6%) 1.57 33/1551 (2.1%)
3 H 1.33 6/1155 (0.5%) 1.56 31/1551 (2.0%)
3 L 1.33 | 5/1155 (0.4%) | 1.62 | 34/1551 (2.2%)
3 P 1.32 | 5/1155 (04%) | 1.58 | 37/1651 (2.4%)
4 C 0.36 1/3112 (0.0%) 0.66 8/4209 (0.2%)
4 G 0.36 1/3112 (0.0%) 0.65 7/4209 (0.2%)
4 K 0.44 2/3112 (0.1%) 0.71 10/4209 (0.2%)
4 O 0.40 1/3112 (0.0%) 0.66 6/4209 (0.1%)
All All 0.45 | 50/83032 (0.1%) | 0.66 | 250/112412 (0.2%)

The worst 5 of 50 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 I 94 | ARG | CA-C |-794 1.41 1.52
1 B 470 | TYR | CA-C | -7.51 1.43 1.52
2 I 83 LYS CA-C | -7.01 1.44 1.52
4 K 115 | TYR | CA-C | -6.86 1.44 1.52
1 B 479 | VAL | CA-C | -647 1.45 1.52

The worst 5 of 250 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
3 D 59 ASP | N-CA-C | -14.38 86.79 108.79
Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
3 L 41 GLY | N-CA-C | 14.38 133.90 115.21
3 P 29 ASP | N-CA-C | -14.37 86.80 108.79
3 L 29 ASP | N-CA-C | -14.37 86.81 108.79
3 H 59 | ASP | N-CA-C | -14.36 86.81 108.79

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 B 8342 0 8327 440 0
1 F 8342 0 8327 392 0
1 J 8342 0 8328 365 0
1 N 8342 0 8328 288 0
2 A 7801 0 7821 344 0
2 E 7801 0 7821 338 0
2 I 7801 0 7821 314 0
2 M 7801 0 7821 263 0
3 D 1143 0 1071 86 0
3 H 1143 0 1071 86 0
3 L 1143 0 1071 94 0
3 P 1143 0 1071 86 0
4 C 3041 0 3054 204 0
4 G 3041 0 3054 233 0
4 K 3041 0 3054 225 0
4 O 3041 0 3054 216 0
) A 15 0 20 10 0
) B 15 0 24 20 0
) E 15 0 20 11 0
5 F 15 0 24 28 0
5 I 15 0 21 9 0
5 J 15 0 25 40 0
) M 15 0 21 5 0
) N 15 0 23 16 0

All All 81428 0 81272 3627 0
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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 22.

The worst 5 of 3627 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:J:1060:LEU:HD21 | 5:F:1101:FAR:C4 1.33 1.51
1:J:1074:MET:CE | 5:J:1101:FAR:H12 1.43 1.47
4:0:24:GLU:CD 4:0:36:ARG:HH21 1.20 1.45
1:J:1074:MET:CE | 5:J:1101:FAR:C12 1.96 1.42
4:G:26:LEU:HD21 4:G:36:ARG:CD 1.51 1.37

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.

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 B 1029/1093 (94%) | 997 (97%) | 32 (3%) 0 100 | 100
1 F 1029/1093 (94%) | 991 (96%) | 37 (4%) | 1 (0%) 48 | 77
1 J 1029/1093 (94%) | 998 (97%) | 30 (3%) | 1 (0%) 48 77
1 N 1029/1093 (94%) | 1002 (97%) | 27 (3%) 0 |
2 A 976/1223 (80%) | 955 (98%) | 21 (2%) 0 |
2 E 076/1223 (80%) | 957 (98%) (2%) 100 [ 100}
2 I 976,/1223 (80%) | 956 (98%) (2%)

2 M 976,/1223 (80%) | 960 (98%) (2%)
3 D 143/149 (96%) 140 (98%)
3 H 143/149 (96%) 140 (98%)
3 L 143/149 (96%) 141 (99%)
3 P 143/149 (96%) 140 (98%)
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers
4 C 369/387 (95%) 360 (98%) 9 (2%)
4 G 369/387 (95%) 361 (98%) 8 (2%)
4 K 369/387 (95%) 359 (97%) | 10 (3%)
4 O 369/387 (95%) 361 (98%) 8 (2%)
All All 10068,/11408 (88%) | 9818 (98%) | 247 (2%)

Percentiles

oo] [100]
o] [100]
o] [100]
o] [100]

o] [T

All (3) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 J 872 LEU
2 I 795 ASN
1 F 917 PRO

5.3.2 Protein sidechains ()

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 B 924/975 (95%) 891 (96%) | 33 (4%) 31 65
1 F 924/975 (95%) 900 (97%) | 24 (3%) 40 73
1 J 924/975 (95%) 897 (97%) | 27 (3%) 37 71
1 N 924/975 (95%) 897 (97%) | 27 (3%) 37 71
2 A 857/1068 (80%) 842 (98%) 15 (2%) 51 180
2 E 857/1068 (80%) 845 (99%) 12 (1%) 29 |85
2 I 857/1068 (80%) 840 (98%) 17 (2%) 48 | 78
2 M 857,/1068 (80%) 843 (98%) 14 (2%) 95 |83
3 D 124/127 (98%) 119 (96%) 5 (4%) 28 62
3 H 124/127 (98%) 119 (96%) 5 (4%) 28 62
3 L 124/127 (98%) 119 (96%) 5 (4%) 28 62
3 P 124/127 (98%) 119 (96%) 5 (4%) 28 62
4 C 335/349 (96%) 332 (99%) 3 (1%) 70 190

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 G 335/349 (96%) 332 (99%) 3 (1%) 70 |90
4 K 335/349 (96%) 330 (98%) 5 (2%) o7
4 O 335/349 (96%) 331 (99%) 4 (1%) 63 |86

All All 8960/10076 (89%) | 8756 (98%) | 204 (2%) 44 176

5 of 204 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 J 1092 ILE
1 F 495 VAL
3 P 126 ILE
2 I 355 LEU
2 I 926 VAL

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 125
such sidechains are listed below:

Mol | Chain | Res | Type
1 N 840 ASN
2 E 568 HIS
1 J 864 ASN
2 E 527 GLN
4 G 86 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.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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5.6 Ligand geometry (i)

8 ligands are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. 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| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link | o PUR0e S0 | ouie | RMSE | 217 = 2
5 | FAR | N | 1101| - |14,14,14] 0.31 0 15,16,16 | 0.32 0
5 | FAR | A [1301| - [141414] 234 | 4(28%) | 15,16,16 | 9.72 | 10 (66%)
5 | FAR| B |1101| 1 [14,14,14] 062 0 15,16,16 | 2.63 | 8 (53%)
5 | FAR | M [1301] - [14,1414| 244 | 4(28%) | 15,16,16 | 11.62 | 10 (66%)
5 | FAR I 1301 2 |1414,14] 236 | 4 (28%) | 15,16,16 | 9.69 | 10 (66%)
5 | FAR| E [1301] - [141414| 233 | 4(28%) | 15,16,16 | 9.70 | 10 (66%)
5 | FAR | F [1101| 1 [14,1414] 057 0 15,16,16 | 2.44 | 5 (33%)
5 | FAR J o [1tor] - 141414 213 | 4(28%) | 15,16,16 | 10.98 | 8 (53%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5 | FAR| N [1101] - - 4/14/14/14 | -
5 | FAR | A [1301] - - 5/14/14/14 | -
5 FAR B 1101 1 - 5/14/14/14 -
5 | FAR | M [1301] - - 5/14/14/14 | -
5 | FAR I |1301] 2 - 4/14/14/14 | -
5 FAR E 1301 - - 4/14/14/14 -
5 | FAR| F [1101] 1 - 3/14/14/14 | -
5 FAR J 1101 - - 4/14/14/14 -
The worst 5 of 20 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
5} A 1301 | FAR | C10-C8 | 4.72 1.62 1.50
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
) I 1301 | FAR | C10-C8 | 4.71 1.62 1.50
) M 1301 | FAR | C5-C3 | 4.69 1.61 1.51
5 E 1301 | FAR | C10-C8 | 4.64 1.62 1.50
5 M 1301 | FAR | C10-C8 | 4.55 1.61 1.50

The worst 5 of 61 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
5 J 1101 | FAR | C4-C3-C5 | -26.54 69.16 115.23
5 M 1301 | FAR | C4-C3-C5 | -26.29 69.60 115.23
5 J 1101 | FAR | C9-C8-C7 | 20.98 168.26 121.17
5 J 1101 | FAR | C10-C8-C9 | -17.67 84.56 115.23
5 A 1301 | FAR | C4-C3-C5 | -17.03 85.66 115.23

There are no chirality outliers.

5 of 34 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
5 B 1101 | FAR C5-C6-C7-C8
5 M 1301 | FAR | C12-C11-C9-C8
5 M 1301 | FAR | C9-C11-C12-C13
5 A 1301 | FAR | C9-C11-C12-C13
5 I 1301 | FAR | C9-C11-C12-C13

There are no ring outliers.

8 monomers are involved in 138 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
5 N 1101 | FAR 16 0
5 A 1301 | FAR 10 0
5 B 1101 | FAR 20 0
5 M 1301 | FAR 5 0
5 I 1301 | FAR 9 0
5} E 1301 | FAR 11 0
5 F 1101 | FAR 28 0
) J 1101 | FAR 40 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,

bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest.

In

addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is

WO RLDWIDE
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within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Bond lengths
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Ligand FAR F 1101
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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-36212. 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

The images above show the map projected in three orthogonal directions.
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 220 Y Index: 220 Z Index: 220

6.2.2 Raw map

X Index: 220 Y Index: 220 Z Index: 220

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 228 Y Index: 230 Z Index: 165

6.3.2 Raw map

X Index: 228 Y Index: 210 Z Index: 160

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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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 0.01.
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.
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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

4 Recommended contour
level 0.01

Voxel count (logl0)

CI T T T I
0.0 0.5 1.0 L5 2.0

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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g level 0.01
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20000 -

0 ; T T

I
0.0 0.5 1.0 1.5 2.0
Contour level

The volume at the recommended contour level is 25680 nm?; this corresponds to an approximate
mass of 23197 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

Page 37 wwPDB EM Validation Summary Report EMD-36212, 8JFK

7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

5 -
4 -
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= 24 Raw map RAPS
= Reported resolution
9] —
- 2.90 A+
U
~ 1 1
=

°7 N
] \

0.0 0.1 0.2 0.3 0.4
Spatial frequency (A~1)

*Reported resolution corresponds to spatial frequency of 0.345 A1


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

Page 38 wwPDB EM Validation Summary Report EMD-36212, 8JFK

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

Unmasked-calculated
FSC

0.143

== 05

== Half-bit
Reported resolution
2.90 A+

Correlation

T T
0.0 0.1 0.2 0.3 0.4
Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.345 A1
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8.2 Resolution estimates (i)

Resolution estimate (A)

Estimation criterion (FSC cut-off)

0.143 | 0.5 Half-bit
Reported by author 2.90 - -
Author-provided FSC curve - - -
Unmasked-calculated™* 4.06 | 6.93 4.14

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps. The
value from deposited half-maps intersecting FSC 0.143 CUT-OFF 4.06 differs from the reported

value 2.9 by more than 10 %


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#resolution_estimates
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-36212 and PDB
model 8JFK. Per-residue inclusion information can be found in section 3 on page 7.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.01 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 (0.01).


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
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9.4 Atom inclusion (i)

Atom inclusion
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o
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At the recommended contour level, 89% of all backbone atoms, 79% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.01) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.7890 . 0.2650
A 0.7100 . 0.1430
B 0.8680 . 0.2900
C . 0.4130 . (0.0030
D . 0.1820 . -0.0250
E 0.7120 N 0.1180
F 0.8360 . (0.2560
G . 0.4740 = -0.0020
H . 0.2190 . -0.0270

I 0.9150 . 0.4190
J 0.8930 m 0.4170
K 0.7900 . 0.1690
L 0.6790 I 0.0570
M 0.9180 . 0.4300
N 0.9120 . 0.4490
@) 0.7910 . 0.1810
P  0.6640 . 0.0510

1.0

0.0
<00



	Overall quality at a glance
	Entry composition
	Residue-property plots
	Experimental information
	Model quality
	Standard geometry
	Too-close contacts
	Torsion angles
	Protein backbone
	Protein sidechains
	RNA

	Non-standard residues in protein, DNA, RNA chains
	Carbohydrates
	Ligand geometry
	Other polymers
	Polymer linkage issues

	Map visualisation
	Orthogonal projections
	Primary map
	Raw map

	Central slices
	Primary map
	Raw map

	Largest variance slices
	Primary map
	Raw map

	Orthogonal standard-deviation projections (False-color)
	Primary map
	Raw map

	Orthogonal surface views
	Primary map
	Raw map

	Mask visualisation

	Map analysis
	Map-value distribution
	Volume estimate
	Rotationally averaged power spectrum

	Fourier-Shell correlation
	FSC
	Resolution estimates

	Map-model fit
	Map-model overlay
	Q-score mapped to coordinate model
	Atom inclusion mapped to coordinate model
	Atom inclusion
	Map-model fit summary


