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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 (i) 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
MolProbity : 4-5-2 with Phenix2.0
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 4.50 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 N 0 .
Ramachandran outliers IS 0 D 0.1%
Sidechain outliers I | 0.3%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric Model-Map Fit Percentile Ranks Value
Q-score I T 0155

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 2937 ( 4.00 - 5.00 )

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
21%
I —— —
1 B 4687 74% 15% 11%
25%
T —— —
1 E 4687 74% 15% 11%
26%
T —— —
1 G 4687 74% 15% 11%
24%
T —
1 I 4687 74% 14% 11%
Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
7%
2 A 107 r— 73% 27%
24%
T —
2 F 107 76% 24%
31%
T —
2 H 107 75% 25%
25%
I ——
2 J 107 72% 28%
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 120756 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 ryanodine receptor type 1.

Mol | Chain | Residues Atoms AltConf | Trace
! B 4168 59052519 18308 5;\(1)2 54002 1?7 0 0
1 k 4108 59052519 18%08 5;\(1)2 548)2 1?7 0 0
! ! 4168 ;l;)o?fgé 18%08 5;\(1)2 548)2 127 0 0
! G 4168 ;{)O;gé 18%()8 5;\(1)2 52())2 1?7 0 0

e Molecule 2 is a protein called Peptidyl-prolyl cis-trans isomerase FKBP1B.

Mol | Chain | Residues Atoms AltConf | Trace
IR T HIEEE
IS HIEEE
2 H 107 Téoltg l 5?6 114\114 1C5)4 ZSL 0 0
2 J 107 Téoltg l 5?6 114\114 1(5)4 ZSL 0 0

e Molecule 3 is ZINC ION (CCD ID: ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf
3 B 1 Toltal Zln 0
3 B 1 Toltal Zln 0
3 I 1 Toltal Zln 0
3 a 1 Toltal Zln 0

e Molecule 4 is CALCIUM ION (CCD ID: CA) (formula: Ca) (labeled as "Ligand of Interest"

O RLDWIDE
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by depositor).

Mol | Chain | Residues Atoms AltConf
4 B 1 Toltal Cla 0
4 B 1 Toltal Cla 0
4 I 1 Toltal Cla 0
4 G 1 Toltal Cla 0
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11%

15%

wwPDB EM Validation Summary Report
A red diamond above a residue indicates a poor fit to the EM map for
74%

this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any

21%

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: green = 0, yellow = 1, orange = 2
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: ryanodine receptor type 1

and red = 3 or more.

Page 6
Chain B:

¢
0. “ TH9A [oe | ¢
| | ¢ ¢
BLIA 8azs Froy mm% M
|
£een A
b ¢
¢ o= T
N TEEA omﬁ “
0 SO¥H 0
¢ $0VI ¢
€071 ¢
¢ zovy
¢ [ | €084 1291 0ZLH ¢
¢ 668D 0291 611 ¢
¢ | gees 6190 81.D
1688 | 19 | 1120
790 ¢ T O LTON [}
] ¢ R S6ED ﬁ« 5 vﬂ? mmhm
L3N 0
] e 600
€88 9Ted ¢ [ | eevd ¢ 4
mﬁ STED l mem ¢ | oo | 86D
| wed 019N 161H
i eTes ¢ mosiom ¢ { | GO 1
68€d 0 609D
apy 1 687N =)
o oS ¢ 88%1 [ | ¢ R
£VD 80EH ¢ | 05K [ |
e R R i ! ¢ o
ﬂ«m ¢ ¢ 8.
TOEA 28D i \.mt,
Immw,_ “h YLV mmﬁ ekl 28.8
|
N 6.6H ﬁmﬁ wmﬁ “ mmE
8.1 | eisa
¢ | | 1994 mmﬁ ¢ 1004
“ yL€) Mwww T o801 9L
[ pew ¢
€97
8829
| seL 51971 ¢

9821
G8CTA

£82Y

09.LN
1782H

08T1

- e a

8.2b L%%a

| |
€LTH €771 899A
| 28 |
0Lzs TvvA %994
Czot1 692M €994
TOTT $8TL 5369 [ ] ShLS
[ ] ¢ ] ¢ osen [ |
18TH 9924 TSN 6594 ¢v.d
GeTN Csoz1 ogen Ceer @ WA

6LTA ¥9¢d 67€b

W oL
‘ 1924 SheT

LH9N ovLd
9%9d | |
[ | 181

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 7

oo -~
D [=3
© o)
[=] X

—
[
©
=

COOP V0P PPPOGO 00 00 o o

1881

9884

L

PO © GO0 PP PPPO G0 V9090900900000 S0

¢

OO0 SO

2¥8d

8E8H

e g e s B ©

+

< <&

686V

1,864

OO SO GO OO O oo

CE61

vvoTYd

OO S> 0000O o

@  © V009000 O o

CSTTN

0ZTT1

L0T7d

€0TTH

T0TTYH
O00TTI
660Td

960TL
0 S60TA

€60Td
26074

06074
680TA

6L0TX1

LLOTY

@ 00 o o

¢

PAZAS

14741l
€¥CTd

LETTM

SECTL

ceetd

+

20TT1

TOCTH

66TTA
86110

-

S0 o

61STX

L6VTX

ELVTX

TLPTX

€97 TX

oo

98CTX

78CTX

¢

0€9TD

SC9TD

L0974

S09TM

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

8TLTI
LILTS ’

€T.10

TILIA
0TLTD

<

Smm

-
L2 2 4

€99T1
28914

67910

9v9Td

6€9T1

0E8TA

8¢81a

H-

21811
80874
C08TI
66.L1S
86LT1

L6.14
96.LTY

8LL1S
LLLTA

cLLTY

0ELTW
6CLIS

ScLTY

1cL1d

6TLTH

658TA

75814
€58TI

8%811

Y7811

cy8T1
T¥8TA
0¥81d

8€8Td
L€8TD

¢
¢
¢
¢
¢
¢
¢
¢
¢

LL6TA
9.6T4

€L6T0
04670

S96TA
9614

0961V
SS6TA
TS6TH
0%6T0

9€6TH
SE6TA

2e61d

<>

€%02H
v0Td

6€0C1
8€0T1

veoca

LeozgI

¥2ozd

¢coed

200z¢d

T9¢Cs

15221

1)

Phzeadi]
8E€TTA

Seced

oo o oS

CTBTTA

68TCH

69120

1)

€912

i

vciet

Te1ed
0zZTZ

£012d

S0TCM
7012

20TZA

>

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 8

oy

T8ECN
0 LyeTd
£VETD
TYECA
ogge

LTETD

¢
¢

@  © & & O O 00 oo

06221

144

ii|

pAstaa )
982C1

18221

6.2CS

9.Leey
S.2CA

OO & © & & G909 990 O 9999999999999 909%%99%90

S <

< 00O

Tesex

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
04
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
04
¢
¢
¢
¢
¢
¢
¢
¢
04
¢
¢
¢
04
¢
¢
¢
¢
¢
¢
04
¢
04
¢
04
¢
¢
¢
¢
¢
¢

~
©
~
N
=

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

A

9082y

OOV PPPP 0000090009000 0909900990990 99099099099999999999999995999%9%9%99%9990

8882Y

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
“
EEE ¢
¢
¢
¢
¢
¢
¢

COOPP 909 VP09 G999 PPPPPPPPPOG O O O & 2909090 290 2999999999990

¢
¢
¢
¢
¢
¢
¢
¢
¢

9GG€X

OO & COPPP & V0 O GO V900G 290 O GO O o0 > oo

A A . e aaa

9.9¢ed

S0 <&

<>

QD @ & VP09 P0PO O O O G000

¢
¢
¢
¢
¢
¢
¢
¢

SO <

STLEN

ii|

€T.LEN

0TLET

¢

L A A e

|
CT6EL
TT6€L
0T6EL

|

LO6EL

S06€L

TO6EN

668€4

L68EN

et
|

068€71

688ED
|

GL8EW

V.L8EA

€¥8ed

0¥8€s
9€8EN

€€8eb
CTEBEL

0€8eb
628¢€4d

L18€T
9T8EN

B608EN

LYOVI

44470

L20%1

j24u7\

€10%1

€0071
2007

0007

866EH

966€4

766EH

266€d

066€A

_..._

9LBEN

€L6€0

996€L
€96EN
096€b

TS96€4
0S6EN

9¥6Eh

<> <&

LEBEA

SE6EM
ze6ed
TE6ES
0€6ET

LT6ED

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 9

LETHY

veTva
€ETHD

8CTvd

L 2
re
S
-~
B
[

PO 90O V090000 SO SO0

<&

SYTT

8€THD

[4%47c)

S0TYM
j0470)]

[duars
TOZTYN

66173

Y6174

[435%S

06TVI

0 881HY

78TV

08174

8L1%1
LLTZA
9.T%d

0LT?I

09171
6STHY

5

¢

SST¥d

0 [4:187!
1ST%S

LY171

SYIVA
YYIvY

(474574

8ETYA

¢
¢
¢

0LS%Y

89574

L9571

VEETE

09574

¢
¢

%83%d

28STA
T8S%Y%

881

SLS74
YLSYN

0 T.8%d

L2 4

6T.L7d

STLVA
PILIN

SOL7A

20.L7a
TOLTM

6697
86974
L697A

88971
L89%A

18971

v.L9%d
€L9%4

T,9%4

69977

L99%d

988%4

£8874

9€0ST

i

L1054

S00SD

i

15%

€667

6867

L867N

7867N
€867H
2867

08671

8L6VH

79670
€967 1

tor type 1

T96¥%D
LS69)
07674
LEGVI

£E67D

ine recep

TEGVI

8C6%1

T06%1

< & &

ryanodi

e Molecule 1

11%

74%

25%

Chain E

¢

@ 000 o

< & <

LSN
€8S

691

L

St
ToN
€%D

A e a s

w0
ovd

SeT
vex
€e1

SCS
€20
TecA

ozA
614

L 4

LTTR
9T
ST1Y

v11s

TTTH

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 10

>

L¥TK

€¥2d
(4448

oo o o d

SETY

€ecI
[AXAN

> o

1144

612N
8TCH

STl

T1ed

oo o 4

L02s
902D
S0¢I
v0ed
02N

1

S6Td
¥61S

6811

o o o 2 4

¥8TL

T8TH

i

6LTA
LL1d

YLIA
€L1S

o

OO OO

28€D
18€4

i

6.LEH

.  aaha

€9%d

7Ivd

¢
¢
¢
¢
¢
¢
¢
¢

SO 0O & ©

9ESN

0 $eSH

€054

T6%1

¢
¢
:
o060 |
¢
¢

68YN

0 88%1
|
0 38%S

€99X

0 0S9A

6794

LYON
9%9d

T¥9A

¢
¢
¢
¢
¢
¢
¢

6190

LTON

S19Y4
v19A

0 OTON

6090

SG.LST

€.59

Sv.LS

[42%48

0 0%.d

LELT

0 SeLd

@ OO 9O VOO G99 O O %0

¢
¢
¢
¢
¢
¢
¢
¢

899A

%994

g

86.D
L6LH

¥6.D
€6.L7T

06.4
68.LA

0 88

L8LA
01
[4:75

08LA
6.L.d

LLLA
9LLT

|
0 €9.d

0 09N

85,4

0G.L7T

9%.LD

COOP VPP PPPOPOSO 00 G000

<>

1

oo oo 2B 4

<>

OO0 OO

—
o
o)
x

8680

T

[
©
=

1881
9884

0883

LL8N
9,83

0481

L9871

@ OO V00900 900 O V9090900 CO O o0

¥98d

£98d

8%8H

cv8d

8E8H

OO0 OOSO OO

N o
N~ @
[ [}
= <

4

¢
¢
¢
¢
¢
¢
¢
¢
¢

896V

OO VO GO 0O o oo

TETTH

LTTTH

€CTTA

9014

T111d

L iz

0 60711

€0TTD

L0T1d

TOTTYH
00TTI
660Td

960TL
0 S60TA

€60T3
26014

06074

6L0TH

‘

LLOTY

i’

Ao 4

L1210

OO G000 S G000

012TS

€0CTN
20211
TOCTH

66TTA
86710

i

68111

ii

8LITY

0 9,118

<> <

OLTTI

89TTA

€9TTL

19771

8STIN

¥S11d

CSTTN

6VTTA

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 11

@ OO V0O 9O V09000 o0 o

<>

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

PO © & COPPPPP0 & 99090090 o0 o o

6TSTX

OO & 0000000

LTSTX

¢

¢

LL9TD

89914
L9911

S99TH

@ & 0O 90000000 o

£99TH
|

099TD

69911
|

€99T1
2991d

6¥91d

9v91d

6€9T1T

8E9TV

9E9TI

¥9.1D

OELTI
6CLTS

SCLTY

T2L1d

6TLTH
8TLTII
LTLTIS

€TL7a

TILTA

0691a

98911
7891V

2891V

089TY
6L9TN

%811
|
Y9811
[ewemi |
TveTT
T78TA
0v8Td

8€8Td
L€8TD

0€8TA

8¢81d

o

TLLTY

o o

0L8TA

S98TI

€9811

19810

i

6G8TA

0 €98T1

a2

07021

L00ZN

5002h

£002h
200cd

A

LL6TA
9,614

i

Phzadi]

8ETTA

SE€TTA

@® © 9099 O O o oo

i

<>

¢

8TETA

Q@ © © GO0 O O O VO VOGO O VO 9O OO O O %0

cLye1

8L.TD

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
“
§ oo
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

SL.TH

0LLT

v9.L2d

29.2L

8G.24

§9§.¢1

1S8.21

8¥.2d

6€.L2d

LeLed

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 12

D A e e A e a b bl bbb b oo oo oo

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

o
~
©
)
o

COOPPPPPPPPPPPPPPPPP PP P99V PPPPPPPC O 29090 290 290 290990 290

OO © VCOPPPO G0 VPP PO 90 990 990 O 9999999999999 999%99%99909% > 2o

Q@ OO GO0 GO G0 O 90 V9PV P9P90C & 990 O O O O O O %%

059€D

9Y9EL

i

COPOPPO 0O 0O O G900 G0

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

PO 0O V00O G000

<>

PO VOO PP0P09000O o o

OO0 oe o

0€8ED

@ O & & & oo

78.LES

18.€0
08LET

< o o

L S e e e

<>

TT6EL
0OT6EL

LOBEL

S06€EL

TO6EN

668€4

LB8EN

€68€d

068€T

CEBET

20073

0007

866€H

o B 4 A 3R o el g

996€L

CT6EL

SO0

80T¥I

90Tvd

s w
o o
-
<
= O

41470]

L

cocvd

TOTYN

66174

Y6174

c6TvYd
Te1vd
06TVI

88T¥Yd

Y8TTH
€8T¥1

08THY

8L171
LLTVA
9L1%d
0LT%I

09T%1
0 69TPY

GSTHd

csTva
TST¥S

174578
TYIvY

(44578

8ETYA
LETVY

verva
€ETHD

8CThd

0 SeTvd

SYTVi

8ETYO

ceTva

6ccvd

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 13

09S%A

¢
¢

(4141

7837
28S7A
ﬁwM¢x
S.974
¢hﬂ¢=
TLS%4
onﬂ¢¢
hwqu
Y9574

4

¢

0 $SLYN
¢ co |

TSLYY

¢
‘o

6.L%H

¢

0 VLYY

i

EVLIW

LT

(2574

8ELYY

9€LVY
SELYE

8CLVH

0 zeLvd

6TL7d

¢

L

STLVA
YILIN

S0LPA

20L%a
TOLYM

669%D
8697)
L697A

0 889%1
L8974

T89%1

v.L9va
€L97Y

TL9%4

699%A

L99%d

¢

& & o

67874
8¥8YA

LEBYT

ve8yd
E€EBYN

628%S

928Y1

€871

9T8YI

€18%1

S8.LYL

CT8LYA

867N
€867H
286%d

08671

8L6VH

79670

T96%0

65674
85670
L9673
9¥6%h

Tvevd

ov6vd

LEGVI

SE6YT

TE6VI

oD

9€0ST

L1084

tor type 1

ryanodine recep

e Molecule 1

24%

11%

14%

74%

Chain I

0.4zZs

¢

TL0

691

- o
0 © ©
= =} o

€95
|
6v'1 TSTd
| [rsmH
SV 0STH
YN ]
£V 15234
Lo [ ova |
0 6T
ova | getd | SETY
[ | L€T1 | vees
ge1 [ ] €€zl
ved ETA
[eerd

L]

mm:.
€ch LTTA
[izzTll Dot |
Teh STTYH
0zA ¥
614 ]
TT7H

L0Ts
9020
S0CI
v02d
€0CN

S6T4
v618

6811

L2 4

[474°0]

L A e s

91€4d
STED

€1es

60EL

882D

9821
S8CA

£82H

1824
0821

©
~
)
o

<>
21
B

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 14

> &

9zhd

E434]

O & OO

(5748

SOVH
70vI
€0V
20%d

66€D

Leed

S6€d

i

264

i

0 68€d

h & <

z8eD

0 18€d

6.LEH
8.LeT

v.LEX

OO0 O0OOOOS

9ESN

SE=A

vesy
€ESN

8¢Ss
STSM
905Xk
€054
00SV
L6YA
V671

z67a
1671

687N
88¥1

S8YS

1874

SLvD
7.4

T.YT

L9VN

S9Vh

€973
29%d

< o

i
i

09%h

TSPA
Lv9Q

EVPT

o & ©

15478

e s

-

SE9L

6294

i

1,29d

Iy

0291
6190

LTON

9091

¢
¢
¢
¢
¢
¢

--

>

TSS1
0GS%

0 STLH
|

0CLH
6TLT
8TLD
L1.Q

€TLS

TTLT

60.0

LOLA

S89D

€894

< & SO0

TLOA

6990

0897
6794

LY9N
9%9d

0 TH9A
|

04
¢
¢
04
¢
¢
¢
¢

<>

PO OO CPOPPPPO 99090 990 O V999090999999 99%99%990

0 ¥H0TH

OO0 o

9€0TY
SEOTN

CEOTH

686V

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

-

TETTY

¢

Lo 2 IR o .

O00TTI
660Td

960T.L
S60TA

£€60Td
260Td

06074

eveTd

4

LETTM

SECTL

[4314%:¢

1

veera

TOCTH

66TTA

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

OLTTW

89TTA

€9TTL

T9TTI

8STIN

¥ST11d

CSTTH

6vTTA

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

ELVTX

@ 90O & 9000 o

1,214

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

¢

6€9TT

L0974

S09TM

0 STLTH
|
1213
| oeLrT
6TLTH
8TLII
L1218
|
£1.10
4717
TTLTA
0TLTD

¢
¢

COLTH

00.1d

86911

¢

¥

16910
0691d

18918

G89T1T
7891V
€89TH
2891V

08914
B6LITN

9L9T1

TL9TH

0 89914
29971

G99TH

€99TH

099TD

69911

€99T1

D E

O

R L DWI
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 15

L

<>

21811

1

808TY

L

208TI

66.LTS
86.L11
L6.14

o o o 4

28L14

b

8LLTS

& 4

cLLTY

%9.1D

@ S90S & SO0

€v.LTY

o &

0ELTW
6CL1S

€L6T0

04670

S96TA

0 S96TA

048TA

S98TH

€9811

i

19810

658TA
8581d

$98Td
0 €98T1

8¥811

79811

811
T¥8TA
0%81d

8€8Td
L£8TD

i

0€8TA

8z81d

{470 a]

8€0CT

veocd

LeozTI

01021

L00ZN

$002H

£002b

O 0000 oo

LL6TA
9.6Td

(4144

® © 9O 90O O oo

<>

992ZH
99221

L072h

v0T1CYH

Lvzeh

8E€TTA

oo

9122

onifn

65€cH

@ OO & V900 0O SO O O o0 o

Hi

T9ETN

Lvecd

§

€7€TH

TveTA

1)

oeecy

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

282D 0€EVCI

457448

¢
¢
¢
¢
¢
¢
¢

152X

L18TX

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

8L.L2D

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

<‘><‘><l><ON‘><‘><.N‘><‘><O~<><‘>ii[‘><l><‘~1><‘><‘><>4‘~1><D~‘><.~1>4D~‘><D~‘><><‘><l><l><l><l><‘>4‘><l><‘><'~1><‘><’~‘><O~<><‘><D~‘>4><‘N‘><‘N‘>4><‘><.><‘>4>

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

8882Y

oo}
©
©
N
n

OO PPPPPPPPPPPPPPPPPP P99 PPPPPPPPP0P99P99C O O 2099990 2990

Ssvecx

0€62T

12621
92621

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 16

PO © COPPPPO G0 O VPPV PPPP0 & 90 O 99990 9909909999999 9%999%99% o o o

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

OO GO0 V0P PPO 0O 00 090 O OO O oo

0 ST.LEM

L 2 <

OO0 OOOOOO

¢
04
¢
¢

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

€TLEN

OTLET

8G9¢€Y

059€D

979¢el

(47198

o 2 2

78.LES
18.€0

08LET
B6LLEA

0LLET

L9.€D

Y9LET

.

¢
¢
¢
¢
¢
¢
¢
¢
¢

e & o

668€4d
0 168EN
£68¢d

068€T
688€h

1

SL8EN

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

0%8€S
9E8EN

€e8ed
CE8ET

0€8€D
0 628€d

L18€T

€0071

0S6€EN

LEGEA

Se6EM

2EBEA

0€6€T

¢

L)

TT6EL
T16€L
0 0T6EL

L06EL

S06€L

TO6EN

<>

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

[dua
TOTHN

6617

1572

[43154:

06TVI

0 88THY

Y8T¥IH

08174

8L171
LLTVA
9L1%d

0LT¥I

3

¢

09T%1
69174

3

¢

SS9T¥%d

(415
1ST¥%S

LYTYT

& 4

14578

YYIvY

[47457%)

8€T¥d
LETVY

verva
EETVD

8CTvd

SCTvd

@ S0

<>

470

8ETYD

ceTya

62Cvd

S oo

%472

802%d

S0TYM
{147]

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 17

< 0O & o

T8S¥%

SLSvd
PLSTN

TLSP4

L9SV1

¥9sv4

09S7A

PILIN

SOL¥A

20Lva
TOLTM

& o o

669%D

869734

88971

v.L97d

2E9VT

928Y1

€281

91871

€1871

S8L%L

T8LYA

B
¥

® & & OO

a2 2R 2 2 4

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

EVLYN

1525740

8ELYY

SELYE

T96%D
LS6¥Y

0 07674

LE6Y1

SE€67T

£€6%0

TE€6VL

82671

T06%1

S88%4

€88V4

F

C.L8%d

€98V4

09874
64874

S48V

CS8YL

67874
878YA

LEBYT

ve8yd
E€EBYN

6287¥S

L] 255 ]

9€091T

L1054
910S3d

¢T0Sy

S00SD

>

€667

6867

e Molecule 1: ryanodine receptor type 1

L867N

€86VH
28674

8L6VH

79670
€9671

26%

11%

15%

74%

Chain G:

6LTX

vLTA

€0TA

1924

85¢S
1524
95Ty

GETY

€€CI

1144

6TCA
8TCH

STl

T1cd

1028
902D
S021
v02d
£0eN

G614
7618

67D

0 gveT

¢

.

-~ [l
[y} ™
[l ™
= (<

91€d
ST€D

€1€S

S8CA

€824

1824
0821

8.2d
€LCH

0.4zZs
692M

9924

v92d

PO VOV PPPPPPPPPPPG G0 29090 oo

N 0 o -
S ©
0 Mmoo I}
X A= =

7S€D

TSEA

TS7A

LY%a

y

eV

15478

9EVT

9CHY

PO 9900 O O o0

08s3
6150

S.LST

OO O & O & %00

€.539

TGST

9ESN

vesy
€ESN

e SO 00 o o

82SS

<>

STSM
90SX&
€054

00SY

¢

L6V

¢

7671

¢ e
0 2670

1671

68YN

D E

gPDB

O
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 18

o o

0591
6794

LY9N
9%9d

0 TH9A

Ao 4

SE9L

G291

e & O o000

~ D O
— —- o
© © © ©
= [=I=N]

TT9A

0TON
609D

Lo o & 4

@ & 0000 o0

90971

68571

98SI

€8SI

9%LD
S¥.LS

[472X¢8

ov.Ld

LELT

0 €eLd

TELL

8Ty

SCLH

OO0 oo

0CLH
6TLT
8T.LD
L1.Q

€T.LS

60LQ

LOLA

w0
o
=
=

G694

OO SO0 oo

88971

S89D

€894
2891

TLOA

@ © O 000000

@ 00 o

8E8H

|
seey

0z8y

86.D
L6LH

6.0
€6.LT

06.4
68.LA
88.4
L8LA

T8LS

08LA
6.L.d

OO OOOOOO

LLLA

0G.7T

© —
o) o
@ [}
a B

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

-
&
=

L& 4

1881
9884

* <&

<>

<>

¥98d

4
¢
4
¢
¢
¢
¢
¢
¢
¢
¢
4
“ S€671
ey
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

o o A o 2R o

€861

o
<}
)
<

OO 0O oo

L

i

<> &

7014

9€0TY
SEOTN

.

L 4

COOPOOOSO SO

¢

T9TTI

8STIN

7ST1d

CSTTH

6VTTA

H-

TETTH

LZTTH

E€CTTA

€0TTD

TOTTH
00TTH
66013

960T.L
G60TA

€60Td
26014

S0 OO

06074

LLOTY
9,074

€L0T4

< oo

L¥C1d

ia7q 1]
€¥C1d

* <&

LETTM

SECTL

0 zeTTy

L

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

TOZTH

66TTA
86110

68111

8LITY

0 9,174

OLTTI

89TTA

€9TTL

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

HH-

1,274

69210

COe SO0 oo

00.TQ

86971

16910
069Ta

S89T1
¥891V
€89TH

89TV

08974

9.971

L9971

S99TH

OO OS0S & OO o

€99TH

099TH
6G9T1

0 €997

6791a

6€9T1

66.LTS
86LT1

L6.L14

¢
¢
¢
¢
¢

LLLTA

L

0 €9871I

8¥8T1

w9811

(44191
T¥8TA
0¥81d

8€8Td

LTLTS
|
€TLTA
a7 20811
TTLTA [ |

O

R LDWIDE
PROTEIN DATA BANK

W



Page 19 wwPDB EM Validation Summary Report EMD-22393, 7JMG

e & &

OO 0000 oo

L1926
P1932
V1935
K1936
C1940

8188 3
EEET
o = << ~

Y1965
Q1970

Q1973
R1976
Q2003
Q2005
N2007
12039
€2042
62043

O 00O o

> & II < & <

<& <& SO V00000 O o o & < & < 4

- - I

II II <> <l>iii S O 0O oo > I|<l><l><l><l><l> & 4

©® © & O 00000 o0 SO 0000 o

PO GO O & O GO GO0 O V90999 9O G O O o0 O %9900

Q@ OO GO O O GO VPP PG 990 O O V9099999999999 9999999599999%99%9%9%%99%9 90

OO PPPPPP PP P09 P00 P0P0900P 0909090990999 9909909909909999999999%999%99%9%9%9%99 90

5
I
]
=

ii\

R2104
Q2107
F2121

@ & & oo

R2163
Y2192
Y2238
Q2247
L2257
S2261

¢

L2265
G2266
A2287
A2289
L2290
G2327
R2330
V2341
G2343
E2347
N2351

R2359
N2414

. o . a2

oo}

~
N n ©
© @
N N
= o,

L2871
Q2872

©
N
%)

OO PPPPPPPPP P00 P 0000900900999 909909909909909999999999999999%99%%9%99%99%9 90

COOPPPPPPPPPPPP0 & O V9090 V90 99090 O O 29909909900 O 2999999990 o

2}
N
<

COOPPO CP0PPPPPPPPPPPPPG & 00 O 990 G900 99099090 2090 299999999990



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 20

@ OO0 0O & OO oo

COOPPP & & 0O 90O SO G000 o

0 ST.LEN

. 2

¢

<>

.

S0 <

L & 4

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

ETLEA

0TLET

S69€d

9.9ed

¢
¢
¢
¢
¢
¢
¢

@ 0O 0O S0

S0 & &

78.LES

18.€0
08LET
6LLEA

068€T
688€d

SL8EN
0 BL8EN

A A B A e e ad

ow“mm
wmmms
€e8ed
CEBET
oesed
mw“mm
LT8ET
9T8EN

608EN

L 4

e & & oo

0007

866€H

766EH

066EA

9.L6EN

€L6ED

996€L
£96EN
096€b

T96€d
0S6EN

9¥6€D

Y0T¥L

e & 0O 0O oo

80T¥I

90T¥d
SO0T¥D

135472

S0TYM
147]

20Ty

TOTHN

6617a

4515728

26T

@ 0O <

18S%Y%

8.LSY1

SLS74
YLSPN

TLSYd
0LSHY

89574
L9SV'1

S9SV1
¥9s¥4

TOSPL
09SVA

66970
86973

€L9%4

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-22393, 7TJMG

wwPDB EM Validation Summary Report

Page 21

T8LYA

8LLYM

0 TLLYA

g o

0 99.L%L

¢ v
.I

VLYY

oo o BB 4 4 o .

¢
¢

EVLIN
T9LYT
(025748
8ELYY
9EL%Y
SeLYE

o

8CLYH

Ji

Nmem
mﬁmwm
STLVA
YTLYN

onpn

0TLYS

SOLVA

20.Lva
TOLVM

SE6TT

£E67D

€987A

098%Y4
69874

9987V

CS8YL

LE8YT

ve8¥D
EEBTN

628%S
92871
€281

0 918%1

0 €18¥1

S8.L¥1

=N

9€0ST

L1084
910S3d

¢T0SY

€667

68671

FJM¢=
867N
€86VH
28673

08671
6.L67L
8L6VH

e Molecule 2: Peptidyl-prolyl cis-trans isomerase FKBP1B
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4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C4 Depositor
Number of particles used 791956 Depositor
Resolution determination method | OTHER Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI POLARA 300 Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 50 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 0.555 Depositor
Minimum map value -0.221 Depositor
Average map value 0.001 Depositor
Map value standard deviation 0.030 Depositor
Recommended contour level 0.16 Depositor
Map size (A) 502.0, 502.0, 502.0 wwPDB
Map dimensions 400, 400, 400 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.255, 1.255, 1.255 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,
CA

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 | prigy | 417) >5 | RMSZ 47| >5
1 B 0.26 | 0/25428 | 0.58 3/34534 (0.0%)
1 E 0.26 | 0/25428 | 0.58 3/34534 (0.0%)
1 G 0.26 | 0/25428 | 0.58 3/34534 (0.0%)
1 I 0.26 | 0/25428 | 0.58 1/34534 (0.0%)
2 A 0.23 0/834 0.52 0/1123
2 F 0.24 0/834 0.52 0/1123
2 H 0.23 0/834 0.52 0/1123
2 J 0.24 0/834 0.52 0/1123
All All 0.26 | 0/105048 | 0.58 | 10/142628 (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 B 0 12
1 E 0 12
1 G 0 12
1 I 0 12
All All 0 48

There are no bond length outliers.

The worst 5 of 10 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(?)
1 I 4872 | PRO | N-CA-C | -7.12 103.63 113.53
1 G 4872 | PRO | N-CA-C | -7.02 103.78 113.53
1 E 4872 | PRO | N-CA-C | -6.82 104.05 113.53
1 B 4872 | PRO | N-CA-C | -6.73 104.18 113.53

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(?)
1 B 579 | GLN | CA-C-N | 5.59 132.22 121.54

There are no chirality outliers.

5 of 48 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1676 | LEU | Peptide
1690 | ASP | Peptide
1712 | TYR | Peptide
1828 | ASP | Peptide
808 | TYR | Peptide

—| = =] = -
0| 0| 3| 0| &

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 29369 0 24714 404 0
1 E 29369 0 24715 400 0
1 G 29369 0 24713 400 0
1 I 29369 0 24715 399 0
2 A 818 0 824 17 0
2 F 818 0 824 15 0
2 H 818 0 824 15 0
2 J 818 0 824 21 0
3 B 1 0 0 0 0
3 E 1 0 0 0 0
3 G 1 0 0 0 0
3 I 1 0 0 0 0
4 B 1 0 0 0 0
4 E 1 0 0 0 0
4 G 1 0 0 0 0
4 I 1 0 0 0 0

All All 120756 0 102153 1650 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 7.

The worst 5 of 1650 close contacts within the same asymmetric unit are listed below, sorted by

WO RLDWIDE
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their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:E:4674:GLU:HG3 | 1:E:4714:ASN:HB3 1.69 0.75
1:G:4674:GLU:HG3 | 1:G:4714:ASN:HB3 1.69 0.74
1:B:4674:GLU:HG3 | 1:B:4714:ASN:HB3 1.69 0.73
1:1:4674:GLU:HG3 | 1:1:4714:ASN:HB3 1.69 0.73
1:G:788:LYS:HG2 1:G:1630:CYS:H 1.56 0.71

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

The Analysed column shows the number of residues for which the backbone conformation was

analysed, and the total number of residues.

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
1 B 3235/4687 (69%) 2897 (90%) | 334 (10%) 4 (0%) 48 |83
1 E 3235/4687 (69%) 2895 (90%) | 336 (10%) 4 (0%) 48 |83
1 G 3235/4687 (69%) 2896 (90%) | 335 (10%) 4 (0%) 48 |83
1 I 3235/4687 (69%) 2895 (90%) | 336 (10%) 4 (0%) 48 |83
2 A 105/107 (98%) 95 (90%) 10 (10%) 0
2 F 105/107 (98%) 95 (90%) 10 (10%) 0
2 H 105/107 (98%) 95 (90%) 10 (10%) 0
2 J 105/107 (98%) 95 (90%) 10 (10%) 0
All All 13360/19176 (70%) | 11963 (90%) | 1381 (10%) | 16 (0%)

5 of 16 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 1708 | ARG
1 E 1708 | ARG
1 I 1708 | ARG
1 G 1708 | ARG

Continued on next page...
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Mol

Chain

Res | Type

1

B

1932 PRO

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.

Percentiles

o] [100]

| o

I |

[L00] [100]

Mol | Chain Analysed Rotameric | Outliers
1 B 2493/3209 (78%) 2486 (100%) 7 (0%)
1 E 2493/3209 (78%) 2486 (100%) 7 (0%)
1 G 2493/3209 (78%) 2486 (100%) 7 (0%)
1 I 2493/3209 (78%) 2486 (100%) 7 (0%)
2 A 88/88 (100%) 88 (100%) 0
2 F 88/88 (100%) 88 (100%) 0
2 H 88/88 (100%) 88 (100%) 0
2 J 88/88 (100%) 88 (100%) 0

All All 10324,/13188 (78%) | 10296 (100%) | 28 (0%)

5 of 28 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 I 688 LEU
1 G 4063 ASP
1 I 3663 LEU
1 G 3663 LEU
1 I 2010 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 184

such sidechains are listed below:

Mol | Chain | Res | Type
1 I 1775 HIS
1 G 273 HIS
1 I 2005 GLN
1 I 4120 ASN

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 G 520 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)

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
1 G 12
1 I 12
Continued on next page...
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Continued from previous page...

Mol | Chain | Number of breaks
1 E 12
1 B 12

The worst 5 of 48 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 G 3613:UNK C 3639: THR N 45.09
1 I 3613:UNK C 3639: THR N 45.04
1 B 3613:UNK C 3639: THR N 45.01
1 B 3613:UNK C 3639: THR N 44.86
1 G 3163:UNK C 3170:UNK N 16.51
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-22393. 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

X Index: 200 7 Index: 200
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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: 222 Y Index: 177 7 Index: 230

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.
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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 0.16.
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.
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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 0.16

Voxel count (logl0)
Y
i

T T T T
-0.2 -0.1 0.0 0.1 0.2 0.3 0.4 0.5
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

120000

100000 ~

80000 -
— ‘olume

Recommended contour
60000 - level 0.16

Vvolume (nm?3)

40000

20000 +

S

T T T T
0.2 -0.1 0.0 0.1 0.2 0.3 0.4 0.5
Contour level

The volume at the recommended contour level is 1358 nm?; this corresponds to an approximate
mass of 1227 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

—— Primary map RAPS
Reported resolution
450 A=

Intensity (logl0)
o

0.00 005 010 015 020 025 030 035 040
Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.222 A1
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8 Fourier-Shell correlation (i)

This section was not generated. No FSC curve or half-maps provided.
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-22393 and PDB
model 7JMG. 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 0.16 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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Page 38 wwPDB EM Validation Summary Report EMD-22393, 7TJMG

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 (0.16).

WORLDWIDE
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9.4 Atom inclusion (i)

Atom inclusion

1.0
o
= 0.8 1
£
T,
E 0.6 4 —— Backbone atoms
£ All non-hydrogen
E atoms
g Recommended contour
o level 0.16
v 0.4
=
g=
]
[}
o
E 0.2 1
D-ﬂ T T T T

T T T T
0.2 -0.1 0.0 0.1 0.2 0.3 0.4 0.5
Contour level

At the recommended contour level, 76% of all backbone atoms, 62% 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 (0.16) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All  0.6220 . (0.1550
A 0.7060 . 0.1500
B  0.6410 . 0.1760
E  0.6130 . (0.1450
F  0.6580 . (0.1250
G B 0.6060 I 0.1410
H B 0.6150 . 0.1140

I B 0.6220 I 0.1600
J B 0.6740 . (0.1360

1.0

0.0
M <0.0
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