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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 59
Ramachandran outliers 0 I 3.6%
Sidechain outliers I 17.5%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

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

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

Mol | Chain | Length Quality of chain

1 A 1260 32% 45% 18% . 9%
1 C 1260 31% 45% 8% = 9%
1 E 1260 32% 45% 8% = 9%
1 G 1260 32% 45% 8% = 9%
1 I 1260 32% 45% 1% = 9%
1 K 1260 32% 45% 8% = 9%
1 M 1260 32% 45% 8% = 9%
2 B 105 82% 15%

2 D 105 82% 15%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
2 F 105 82% 15% ..
2 H 105 82% 15% ..
2 J 105 83% 14% ..
2 105 82% 15% ..
2 N 105 82% 16% -
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2  Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 70252 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 Apoptotic protease-activating factor 1.

Mol | Chain | Residues Atoms AltConf | Trace
: A 1144 gig 57089 15N69 17020 681 0 0
1 ¢ 1144 rgi)gaél 57089 15N69 17020 6S1 0 0
1 £ 1144 g(l)gaél 57089 15N69 17020 681 0 0
1 G 1144 g(l)gaél 57089 15N69 17020 6S1 0 0
1 1 1144 g(l)t;él 57089 15N69 17020 681 0 0
1 K 1144 g(l)t;él 57089 15N69 17020 681 0 0
1 M 1144 g(l)t;él 57089 15N69 17020 681 0 0

There are 84 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1249 LEU - EXPRESSION TAG | UNP 014727
A 1250 GLU - EXPRESSION TAG | UNP 014727
A 1251 HIS - EXPRESSION TAG | UNP 014727
A 1252 HIS - EXPRESSION TAG | UNP 014727
A 1253 HIS - EXPRESSION TAG | UNP 014727
A 1254 HIS - EXPRESSION TAG | UNP 014727
A 1255 HIS - EXPRESSION TAG | UNP 014727
A 1256 HIS - EXPRESSION TAG | UNP 014727
A 1257 HIS - EXPRESSION TAG | UNP 014727
A 1258 HIS - EXPRESSION TAG | UNP 014727
A 1259 HIS - EXPRESSION TAG | UNP 014727
A 1260 HIS - EXPRESSION TAG | UNP 014727
C 1249 LEU - EXPRESSION TAG | UNP 014727
C 1250 GLU - EXPRESSION TAG | UNP 014727
C 1251 HIS - EXPRESSION TAG | UNP 014727
C 1252 HIS - EXPRESSION TAG | UNP 014727

W

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

Chain | Residue | Modelled | Actual Comment Reference
C 1253 HIS - EXPRESSION TAG | UNP 014727
C 1254 HIS - EXPRESSION TAG | UNP 014727
C 1255 HIS - EXPRESSION TAG | UNP 014727
C 1256 HIS - EXPRESSION TAG | UNP 014727
C 1257 HIS - EXPRESSION TAG | UNP 014727
C 1258 HIS - EXPRESSION TAG | UNP 014727
C 1259 HIS - EXPRESSION TAG | UNP 014727
C 1260 HIS - EXPRESSION TAG | UNP 014727
E 1249 LEU - EXPRESSION TAG | UNP 014727
E 1250 GLU - EXPRESSION TAG | UNP 014727
E 1251 HIS - EXPRESSION TAG | UNP 014727
E 1252 HIS - EXPRESSION TAG | UNP 014727
E 1253 HIS - EXPRESSION TAG | UNP 014727
E 1254 HIS - EXPRESSION TAG | UNP 014727
E 1255 HIS - EXPRESSION TAG | UNP 014727
E 1256 HIS - EXPRESSION TAG | UNP 014727
E 1257 HIS - EXPRESSION TAG | UNP 014727
E 1258 HIS - EXPRESSION TAG | UNP 014727
E 1259 HIS - EXPRESSION TAG | UNP 014727
E 1260 HIS - EXPRESSION TAG | UNP 014727
G 1249 LEU - EXPRESSION TAG | UNP 014727
G 1250 GLU - EXPRESSION TAG | UNP 014727
G 1251 HIS - EXPRESSION TAG | UNP 014727
G 1252 HIS - EXPRESSION TAG | UNP 014727
G 1253 HIS - EXPRESSION TAG | UNP 014727
G 1254 HIS - EXPRESSION TAG | UNP 014727
G 1255 HIS - EXPRESSION TAG | UNP 014727
G 1256 HIS - EXPRESSION TAG | UNP 014727
G 1257 HIS - EXPRESSION TAG | UNP 014727
G 1258 HIS - EXPRESSION TAG | UNP 014727
G 1259 HIS - EXPRESSION TAG | UNP 014727
G 1260 HIS - EXPRESSION TAG | UNP 014727
I 1249 LEU - EXPRESSION TAG | UNP 014727
I 1250 GLU - EXPRESSION TAG | UNP 014727
I 1251 HIS - EXPRESSION TAG | UNP 014727
1 1252 HIS - EXPRESSION TAG | UNP 014727
1 1253 HIS - EXPRESSION TAG | UNP 014727
1 1254 HIS - EXPRESSION TAG | UNP 014727
I 1255 HIS - EXPRESSION TAG | UNP 014727
I 1256 HIS - EXPRESSION TAG | UNP 014727
I 1257 HIS - EXPRESSION TAG | UNP 014727
I 1258 HIS - EXPRESSION TAG | UNP 014727

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

Chain | Residue | Modelled | Actual Comment Reference
I 1259 HIS - EXPRESSION TAG | UNP 014727
I 1260 HIS - EXPRESSION TAG | UNP 014727
K 1249 LEU - EXPRESSION TAG | UNP 014727
K 1250 GLU - EXPRESSION TAG | UNP 014727
K 1251 HIS - EXPRESSION TAG | UNP 014727
K 1252 HIS - EXPRESSION TAG | UNP 014727
K 1253 HIS - EXPRESSION TAG | UNP 014727
K 1254 HIS - EXPRESSION TAG | UNP 014727
K 1255 HIS - EXPRESSION TAG | UNP 014727
K 1256 HIS - EXPRESSION TAG | UNP 014727
K 1257 HIS - EXPRESSION TAG | UNP 014727
K 1258 HIS - EXPRESSION TAG | UNP 014727
K 1259 HIS - EXPRESSION TAG | UNP 014727
K 1260 HIS - EXPRESSION TAG | UNP 014727
M 1249 LEU - EXPRESSION TAG | UNP 014727
M 1250 GLU - EXPRESSION TAG | UNP 014727
M 1251 HIS - EXPRESSION TAG | UNP 014727
M 1252 HIS - EXPRESSION TAG | UNP 014727
M 1253 HIS - EXPRESSION TAG | UNP 014727
M 1254 HIS - EXPRESSION TAG | UNP 014727
M 1255 HIS - EXPRESSION TAG | UNP 014727
M 1256 HIS - EXPRESSION TAG | UNP 014727
M 1257 HIS - EXPRESSION TAG | UNP 014727
M 1258 HIS - EXPRESSION TAG | UNP 014727
M 1259 HIS - EXPRESSION TAG | UNP 014727
M 1260 HIS - EXPRESSION TAG | UNP 014727
e Molecule 2 is a protein called Cytochrome c.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S

2 B 104 823 524 144 151 4 0 0
Total C N O S

2 b 104 823 524 144 151 4 0 0
Total C N O S

2 K 104 823 524 144 151 4 0 0
Total C N O S

2 H 104 823 524 144 151 4 0 0
Total C N O S

2 J 104 823 524 144 151 4 0 0
Total C N O S

2 L 104 823 524 144 151 4 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 N 104 823 524 144 151 4 0 0

e Molecule 3 is 2-DEOXYADENOSINE 5’-TRIPHOSPHATE (three-letter code: DTP) (for-

mula: CloH16N5012P3) .

|\'\‘.JH;
N N
) o
W o _ OH
a3 '.-1 IC) P oG
5 .-” 0 .OH
Ho'
Mol | Chain | Residues Atoms AltConf
Total C N O P
3 A 1 30 10 5 12 3 !
Total C N O P
3 C 1 30 10 5 12 3 ’
Total C N O P
3 E 1 30 10 5 12 3 !
Total C N O P
3 G 1 30 10 5 12 3 /
Total C N O P
3 I 1 30 10 5 12 3 !
Total C N O P
3 K 1 30 10 5 12 3 !
Total C N O P
3 M 1 30 10 5 12 3 :

e Molecule 4 is MAGNESIUM ION (three-letter code: MG) (formula:

Mol | Chain | Residues Atoms AltConf
4 G 1 Toltal hﬁg 0

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

Mol | Chain | Residues Atoms AltConf
4 K 1 Tofal hfg 0
4 E 1 Tofal hfg 0
1 I 1 Tofal l\gg 0
4 C 1 Tofal l\gg 0
4 A 1 Tofal l\gg 0
1 M 1 Tofal l\gg 0

e Molecule 5 is PROTOPORPHYRIN IX CONTAINING FE (three-letter code: HEM) (for-

mula: C34H32F€N404) .

HEM

“o._ _oH

0~

OH

Mol | Chain | Residues Atoms AltConf
RN AR HIE
DN AR
RN E
IEEEEN IS
o [T

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

Mol | Chain | Residues Atoms AltConf
Total C Fe N O
g L 1 43 34 1 4 A4 0
Total C Fe N O
o N 1 43 34 1 4 4 0

WO RLDWIDE

£x

PROTEIN DATA BANK



3JBT

9%

13%

45%
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32%

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry. Residues are color-coded according to

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

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

are shown in grey.
e Molecule 1: Apoptotic protease-activating factor 1

3 Residue-property plots (i)

Page 10
Chain A:

1210

61TA

9113

P111

1Y
OTTA

801S

LOTL

96711
S6T1

061D

1

Y8TH

0L1a
6974

Ll

29TA
1918

TSTL

67TH

SY1D

THIA
WIS
0%11

LETD
9ETI

[41 %)

6CTH

LTTA

STTA

PAetdi}

elerds

3

1821

6%CH

Lyea

g£vca
(474

Licd

€1es
(434

(e 2acs
602a

¥0TL
€020

00zh

86T

8Ted

wTen
E£TEA

12ed

18€d

6LET

91€d
STEN

€1€I

TTEH

0TEV
60€b

L0gd

00€EN

S8CS
¥8¢S

182¢d

6.LTA

Llea

Ll

0LZL
69CA
89CS

S92y

v6eN
E6EA

06€l

L8€ES

S98€d

E£8ER

9.g¥
SLET

0LET

99€d

791
E£9€V
coed
T9€X

8GES
LSES

baed

L

0geT

697

LSVH

§5%a
»avh
€591
4ci]

8v¥i
Lyva
OvvL
SHP1

£9%a
(44723
1770

[4574

8THY
LT%a

i444!

[4474]

0zHN
6T%A

L1%3

13578
0T%a
6073

S0%a

Gesd

9¢8d
et4ekcs
14°):)
€SI

0zsy

LTSA

G184

€18y

0T8I

L0871

Y0SH
0081
96%NH

Q67N
P67V

T6TW

0.93
699D

99D
99971
g98h
$99A
€981

998D
G981
%4891

TGN
0691

8791
L%84

PPad
€PSN

0%SA

8€9D

9ELY

0€LT
62.La
8TLM
LTLT
9TLY
STLT
vTLd

TTLS

8TLL

9TLT

YILT
€TLH

0TLS

80LL
L0L4

$0LD
€0LN
TOLA
TOLD
00.3

869H
693

691
£69H
T69A
T691

9895
S89N
Y89M
€891

T89A
089

8.9a
LLOA
9198

£L9V

TL94
0.L9¥

L99L
9995

Y99V

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O

PROTEIN DATA BANK

W


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

3JBT

wwPDB EM Map/Model Validation Report

Page 11

688K
888A

9981

7981

2981
1980
098S

848V
LG8A

968Y
4881
€G8H
248N

6%8S

L¥8a
9%80
27428
%80
€981
P8l
%8S

LEBL
9€8H
SE€81

£€8D

LT8H
9281

€281

T28I

618N

7961
€960

7963

6961

LS6a
9961

ST160
Y16A

161
TI6L
0163

8061

£06a

T06S
006S
668L
S68S

0684

970TL

4791

9018
07071

9E0TH

$EOTT
€€0TD
TEOTH
TEOTN
0€0TH
6Z0TA
820Th
12011
9z07d
SZOTY

£201a

81071
LT0TL
9T0TY

17074
0T0TD

800TH

900TA

3

00074

L660

£66N

8861

9863
G861
86V

1863
0860

8L64

SL6K

€161

0468

€CTT1

0ZT11
6111d

LTTT1

€IT1S
CITIN
TITTI
OTTTY
6071V

LOTTY
90T1a
SOTTY

€0TTL

TOT1S

S60TH
¥601S
€60TI
2601a
16010

68071
880TA
L80TL
9801H

8014
0801a
6L0TY
8.L072

YL0TL

CTLOTI
TLOTN

690TA
8901
L90TA

S907H

€90T4
29018

83071
LS0TYH
9807TS
TS0TH

8Y0TY
LY0TA

L

L811d

981714
Y8110

08TTA

8LT1D
LLTTD
9LTTH
SLTTL

ELTTY
TLITD

0L772

L911d
9911V
S9T1D

€9TTH
[413 %)

09713

8GTIN

€4TTI

CTETTD

0ETTA

8TT1D

9CTTH
STTID

8vTTH

9%2TL

j4Za%!
€%CTI
THTIA
T9C1T

6€TTH
8€TTT
LETIN
9ETTa
SETTA
PETTL
€ETTA

0E€TTH

82T1a
PX44XS

STTTA
j{441:S
€¢TTI

T2TTH

61CIN

LITTD
9TTIN
STTTL

€12T4

01218

80¢Td

90TTL

v0TTA
€0TIN
20TTH
TOTTH
00TTY
66771
86TTA
hmmﬂc
6118
€61TI

ting factor 1

1va

tease-act

ic pro

Apoptoti

e Molecule 1

9%

13%

45%

31%

Chain C

1270

61TA

9114

P111

1Y
OTTA

8018
LOTL
9071

96711
S6T1

061D

1

¥8IM
081D
6.1d
8.L14

S.13

TLIH
0L1a
6974

Ll

29TA
1918

6GTH

9GTY

[4h9)
TSTL

67TH
8%1D

SYID

1525
0%11

LETD
9ETI

CET'T

6CTH

LTTA

STIA

¥9TL

8620
PAetd}

felerds

i
i

1521

6%TH

Lyea
9YCH

£vca
(474
157448

8ETS

SETH

0€T1
6221

j£4a

(444

¥0TL
€020

00zb

86T

8Ted
LTEI

wTen
ETEA

T2ed
0ZeS
61€D

91€d
STEN

€1€1

L0gd
90€1

£0EY

00€EN
66CA

96TS

88TH

S8CS
¥8¢S

182d

6.LTA

Lley

Ll

0LZTL
69CA
89CS

S92

v6eN
E6EA

06€l

L8€ES

S$8€d

E£8ER

18€d

6LEI

9.Lg¥

0LET

99€d

¥9€1
£9€Y
coed
T9€X

8GES
LSES

baed

L

0geT

697

LSTH

85%a
»avh
€591
[4ci)]

34700
Lyva
OYvL
SHH1

£9%a
(4423
1770

[4574

8THY
LT%a

{444

[4474]

0ZHN
6T%A

L1%3

13578
0T%a
6073

S0%a

SESHE

92484
Sged

T6YH

L8%1T

S8%N
4%i29
£8%M

18%NH
08%D
6.%a

+

T9%I
09%I

L6SH

G691
Y634

T6SW

0.93
699D

99D
99971
g98h
$98A
€981

998D
G981
69T

TGN
0691

87391
L9984

PPad

€PSN

0%SA

8€9D

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



3JBT

wwPDB EM Map/Model Validation Report

Page 12

679
8%93
L%9D

PPov

Th94
TvoA

918V
ST8A
PI8H
€181
018D
908HM
S08S
%080
T08A
S6.3

06.1

88.LT

9844

LSLT

S9.La

€844

08,4

8%.H
LYLN
9%LA

TPLN

CYLH

0vLd
6ELH

9ELY

9281

€281

1281

618N
8184
L18V

1962

6G6'1

L96a

S160
v16A
€164
c16%
1161
0163

8061

£06a

1068
0068
668L

S68S
0684

688
888A

T70T¥
07071

LEOTD
9E0TH

HEOT'T
€€0Th
TEOTH
TEOTN
0E0TH
6Z0TA
820Th
LTOTI
9z0Td
qzOTY

€20Ta

00074

1660

£66N

8861

9863
9861
v86v

1863
086a

8.L64

SL6R

€L67

0L6S

7961
€960

0ZTT1
67T1d
hﬂmﬂq
E€TITIS
CITTH
11711
OTTTY
60TTV

LOTTY
90T1Ta
SOTTV

€0TTL

ﬂomﬂm
S60TH
76018
€60TI
T60Ta
16010

68071
880TA
L80TL
wwmﬁu
18014
080Ta
6L0TY
8.0Td

YLOTL

CTLOTI
TLOTN

690TA
890TH
L90TA

S907H

€90T4
Nmmﬁm
8G0TT
L80TYH
980TS
ﬂmmﬂx
8Y0TH
LY0TA
9%0TL

4791]

L

L8TTd

S8TTd
¥8T1D

L9T1d
99TTV
S9TTD

€9TTH

1
mmmaz
€4TTI
[4:3a1 )
18111
08173
m¢mﬂu
9v11a
SYTTD
PPITL
EVITV
[4243%)
154591
0PTTL
mmmﬁm
9ETTS
SETTd
YETTY
EETTS
CETTD

O0ETTA

8TTTH

9CTTH
STTTH

€2T111

8vcTa

9vCTL

147991
€%CTI
THTIR
19211

6€TTH
8€TTT
LETIN
9ETTa
SETTA
YeTIL
EETTA

0E€TTH

8TT1a
LTT1d

STTTA
jZ445:,
€211

14458

6TZIN

LITTD
9TTIN
STTIL

€1CTd

01CTS

80TTd

90TTL

¥0TTA
£0TTN
2OTTH
TOTTH
00TTH
66TTI
86TTA
hmmﬂa
¥6T1S
€6TTI

ting factor 1

1va

tease-act

ic pro

Apoptoti

e Molecule 1

9%

13%

45%

32%

Chain E

1270

6TTA

9113

i21%8

TT1Y
0TTA

80TS
LOTL
90TI

86TH

96711
S6T1

06Th

*

v8TM
081D
6.1d
814

S.1d

TLTH
0L1a
6974

Ll

CT9TA
1918

631D

98TV

CGqTI
TSTL

67TH
8%1H

SY1D

1544
0711

LET
9ETI

3

6214

LTTA

STTA

S9TH
79TL

852D
L52h

efetal

3
i

18271

6vCH

Lvca
9%CH

gvea
(474
%21

8€TS

SECTH

0€TT
62CI

4445

ceed
rced

Licd

€1es
(454

otca

602a
802D

70TL
€020

00zh

0EET

8TED
LTET

ween
ETEA

1ced
0ZES
61€D

91€d
STEN

ETEI

TI€H
OTEV
60€h

L0€d
90€1

€0€X

00EN
66CA

9628

8824

98¢S
¥8¢S

182d

6LTA

LLTH

Ll

0LgL
69CA
89TS

96€d
S6EA
veeN
£6EA

06€D

L8ES

498€d

£8EX

T8Ed

6LET

9.LeY

0LET

99€d

v9€1
€98V
coed
TOER

8G€S
LSES

baed

LYEN
9%ED
SYET
HED

TheT
TYER
0%EX
6e€d
8EEM

9EEN

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3JBT

g
Q
o
D

o'
=}

8

+~
<

=

G

-

<

=
Q
=

/
o
<

=

=
€l
an)

()

ol
E
E

Page 13

TOvI
09%I
6971

LSTH

99%a
$9%0
€991
2svh

8YHA
PA47cS
i AN
SYH1

4494

TTYS

0THN
6T%A

L1%3

+

TIPA
01%a

LBEL

8€90

fepoieicd

fetdsics
YCSH

0TSy

LTSA
9191
ST9d

€19y

0181

T67H

T8V

*

L6SM

9691
¥6S1

263N

6990

L99H
9991
G9gh
¥93A
€991

989H
§691
¥991

TSN
0691

8%91
LPSd

vvaed
ePSN

0%SA

799V

2990

0997

9G9H

2sto))
€491

6793
8%93
L%9D

YoV

(4K
994
0%9b
6€91

9€9d
SEOV
7€9D

TE9Y

6294

6091

L09s

7091
€091

T09%

6ELW

9g.L¥

0€LT
62.a
8TLM
LTL1
9TLY
STL1
voLd

TTLS

8TLL

9TLT

PILT
E€TLH

0TLS

80LL
L0L4

%0L0
€0LN
TOLA
T0LD
003

869H
1693

7691
E€69H
T69A
1691

9898
S89N
78oM
€891

T894
0893

8.9d
LLOA
919§

L9V

TL94
0,94

L99L
9998

8184
L18V
918V
ST8A
7I8NH
€181

018D
908M
S08S
%080
T08A

6.3

0641

88.L1

98.L4

LN
T8LI

LGLT

S8.a

€48.d
TSLS

08,4

8Y.LH
LyLN
9vLA

TPLN

CTYLH

0vLd

6881

9981

7981

2981
1980
0985

848V
LG8A

49468y
4681
€G8H
248N

6%85

L¥%8a
9%80
S¥8L
%80
£€%8I
P81
%8S

LEBL
9€8H
GE8I

€€8D

LT8H
98I

€281

7281

618N

7961
€960

7963

6961

L8560
9861

TS6D
0G6N

L%6D
%61
SH6Y
vh6u

3

6E6Y

LEGA

£E6N

TE6D

8T6A
1260
9Z6A
9z6d
243}
£26)

£06a

T06S
0068
668L
S68S

0684

70T

TvoTd
0%071

LEOTD
9E0TH

$E0TT
€€0TD
TEOTH
TE0TN
0E0TH
6Z0TA
820Th
12011
9z01d
SZOTY

€201a
81071
LT0TL

9T0TH

17074
0T0Th

800TH

900TA

3

00074

1660

£66N

886'1

9863
G861
86V

1864
086a

8L64

SL6A

€161

0468

€CT11

0CT11
6111d

L1711

€1118
TITIM
TITTL
OTTTY
6071V

LOTTH
9071a
SOTTY

€0TTL

TOT1S

S60TH
76018
€60TI
2601a
16010

68071
880TA
L80TL
98019

18014
0801a
6L0TY
8.L07H

PL0TL

TLOTI
TLOTN

690TA

L90TA

99079

€9074
29018

89071
LS0TYd

TS0TH
8%0TY

L%0TA
9%0TL

€61TI

+

L817d

98114
811D

08TTA

8LTTD
LLTTD
9LTTH
SLTTL

ELTTY
TLITD

0L772

L911d
9911V
S9TTD

8veTa

9YCTL

L4744
E€%CTL
[424A499
T%CT1

6€TTH
8€TT1
LETTN
9eTTa
SETTA
YETTL
EETTA

0E€TTH

8¢TTd
LTT1d

S2TTA
¥CCTH
€2CTL

1445

6TCTN

L1TTD
9TTTN
STCTL

€12T4

01TTS

802Td

90CTL

¥0TTA
£02TN
CTOTTH
T0TTH
00TTH
66TTI
86TTA
L6TTD

76118

ting factor 1

1va

tease-act

ic pro

Apoptoti

e Molecule 1

9%

13%

45%

32%

Chain G

1210

6TTA

9113

7111

Y
OTTA

8071S
LOTL
90TI

9671
S6T1

061D

*

»81M
081D
6.1d
8.L14

q.L13

TLIH
0L1a
6974

Ll

29TA
1918

681D

98TV

28Tl
TSTL

6%TM
8%1D

SPID

1548
0%11

LETD
9ETI

CETT

6CTY

LTTA

GTTA

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



3JBT

wwPDB EM Map/Model Validation Report

Page 14

PAetd}

feiefds

3

TSC1

6%CH

L¥ea

g€vca
(474488

Litd

€1es
(414

0tca
60ca

70Tl
€020

00zb

86T

8TeD

vTen
E€TEA

T2ed

18€Q

6LET

91€d
STEN

€11

L0gd

00EN

S8CS
8¢S

182¢d

6.LTA

Llgy

Ll

0LTL
69CA
89CS

S92

v6eN
E£6EA

06€b

L8ES

S8€d

E£8EL

9LgY

0LET

99€d

¥9€1
E9EY
[42ioks
T9EX

8GES
LSES

jots

+

0geT

8YHi
Ly%a
OYvL
S¥91

£9%a
(44723
1970

[4578)

8THY
LT%a

{4474

[447]

0THN
6THA

L1%3

S0%a

100
00%1
66€A
86€Y%
L6EL
96€d
S6€A

S€SHE

0Zsv

LTSA

e getc

€19)

0T8I

L0891

Y0SH

0081

967N

S6%d
eidl

161

L8%1

S8%N
42129
£8%M

T18YNH
08%D
6.%a

9L¥%a

Ll

T9%I
09%I

0,93
699D

L9899
9961
§98h
79SA
€991

969D
§891
%991

TGSN
0881

891
L%G4

¥vad
e%SN

0%SA

8€49D

2990

0991

999H

v99x
€991

6793
8%93
L%9D

PPov

%94
T¥9A
0%9b
6€9'1

9€9a
SEY
vE9D

TEQY

6294

9ELY

0€LT
62.La
8TLM
LTLT
9TLY
GTLT
bTLd

TTLS

8TLL

9TLT

PILT
E€TLH

0TLS

80LL
L0L4

$0L0
€0LN
TOLA
T0LD
00.3

869H
L6931

691

699a

L99L
9995

o9V

918V
ST8A
PI8KH
€181
018D
908HM
S08S
%080
T08A
96.3

06.L71

88LT

98.4

9281

£28'1

T28I

618N
818
L18Y

1962

6961

L960

0163

8061

£06a

1068
006S
668L

S68S
0684

6881
888A

79010

9018
07071

9E0TH

$E0TT
€€0TD
TEOTH
TEOTN
0E0TH
6Z0TA
820Th
12011
9z01E
SZOTY

£201a

886'1
9863
G861
v86Y

186
0860

8.L64

SL6X

€L61

0L6S

v96A
€960

0ZT11
6TT1d
hﬂmﬂq
€TTIS
CITIM
TT111
OTTTY
60TTV

LOTTY
90T1a
SOTTV

€0TTL

ﬁomﬂm
S60TH
%6018
€60TI
2601a
16010

68071
880TA
L80TL
mwmﬂa
18014
0801a
6L0TY
8,073

YLOTL

TLOTI
TLOTN

690TA
8901
L90TA

S907H

€90T4
mmmﬂm
8G0TT
L80TYH
mmmﬂm
ﬂmmﬂﬂ
8Y0TY
LY0TA
9%0TL

L8T1d

S8TT4
Y8110

08TTA

8LT1D
LLTTD
9LTTH
SLTTL

ELTTY
TLITD

0LT72

L9T1d
9911V
S9TTD

€9TTH
29111

09113

8GTIN

€4TTI
[4han]
TSTTI
08113
6711D

9v11a
SPTTD
YPITL
EYITY
[429 %]
TPIT1
0%TTL
6ETTS

9ETTS
SETTA
YETTY
€ETIS
CETTD

0ETTA

8CTTTH

9CTTH
STTTH

1

€TTT1

8vTTH

9%TTL

4449
e€%TTI
THTIA
T9C1T

6€TTD
8€TTT
LETIN
9€T1a
SETTA
YETTL
E€ETTA

0ETTH

8zT1a
L221d

STTTA
j£441:
€2TTI

TTTIA

61CIN

L1219
9TTIN
STCTL

€12T4

0121S

80¢Td

90CTL

Y0TTA
€0TTN
2TOoTTM
TOTTH
00TTY
66TTI
86TTA
LBTTD

6118
€61TI

ting factor 1

1va

tease-act

ic pro

Apoptoti

e Molecule 1

O

R LDWIDE

PROTEIN DATA BANK

W



3JBT

wwPDB EM Map/Model Validation Report

Page 15

9%

13%

45%

32%

Chain I

1210

61TA

9113

P111

TT1Y
0TTA

8018
L0TL
9071

86T

9671
S6T1

061D

1

v8TM
081D
6.1d
8.L14

q.13

TLIH
0L1a
6974

Ll

29TA
1918

681D

96TV

TSTI
TSTL

6%TM
8%1D

SPID

1545
0%11

LETD
9ETI

3

6CTY

LTTA

GTTA

S9TH
79TL

8920
PRt}

ggca

i
i

1921

6%cH
8¥%cs
L¥yca
;)

g€vea
(474488
eI

8€TS

SECH

0€TT
62CI

{485

fd4c
j1q4c

Litd

€1es
(414

o) 24cS
60ca

0€ET

8TeD
LTEI

vTen
E€TEN

TCed
0zes
61€D

91€d
STEN

€11

TTEH
0TEY
60ED

L0ged
90€1

€0€X

00EN
66CA

962S

88T

8¢S
8¢S

18¢d

6.LTA

LLTY

Ll

0LTL
69TA
89CS

96€d
S6EA
veex
£6EA

06€b

L8ES

S8€Q

E£8ER

18€Q

6LEI

9Lg¥

0LET

99€d

¥9€1
€98V
[42loks
T9EX

8G€ES
LSES

Yaey

+
i

LYEN
9ved
g€
7HeD

TYeT
TVEX
0%ER
6e€d
8EEM

9EEN

1971
09%I
6993

LSPH

agva
feid]
€91
4]

8¥Hi
Ly%a
9%vL
SPP1

£v¥a
(47478
1950

8THY
LT%a

444

[4478]

0ZHN
6THA

L1%3

13578
0T%a
60%3

L0%3

S0%a

T0%D
00%1
66€A
86€Y
L6EL

0%SA

8€9D

S€SHE

9284
fet4cicy
YCSH
€SI

0Zsv

LTSA

S193

€194

0161

L0871

Y0SH

0081

967N

S6%d
sial

1691

L8%1

S8%N
42129
£8%M

T8YNH
08%0
6.%a

9.L%a

5

T09%

L6SM

96971
¥6G1

TESW
169D

88GA
1893
98gh
9894
788y
€85l
T891T
T189%

6.5h

LLSK

0,93
698D

1999
9991
5950
$9GA
€991

949H
§491
¥89T

TGSN
0881

8%9T
L%Sd

¥vad
e%SN

9995

P99V

299D

0991

9G9H

v99%
€891

6%9)
8%92
L%9D

PPov

T4
TH9A
0790
6€9'

9€90a
SEY
vE9D

TEQV

6294

0797
6091

L098

%091
€09I

0vLd
6ELN

9€.LY

0ELT
62.La
8TLM
LTL1
9TLY
STL1
vold

TTLS

8TLL

9TLT

27N
€TLH

0TLS

80LL
L0L4

$0LD
€0LN
TOLA
1oL
0023

869H
L6932

7691
E€69H
269A
7691

9895
S89N
89N
€891

T89A
089}

8.9a
LLOA
9498
£L9V

TL94
0.L9¥

L99L

%080

TO8A

96.3

06.L1T

88.L1T

98.4

Z8LN
T8LI

S68S

0684
688K
888A
188D

£e8D

LT8H
9281

£28'1

T28I

0468

w961
€960

1962

6961

1860

9761
Sved
vv6Y

3

6E6Y

LEGA

£E6N

1€60
8T6A

Lgea
9T6A

£06a

1068
006S
668L

8701
LP0TA

81071
LT0TL
9T0TH

17074
0TOTh

800TH

9007A

00074

1660

£66N

8861

9863
G861
86V

863
086a

8L64

SL6K

€L61

STTTD

€TTT1

02111
6T11d

LTT11

€IT1S
CITIM
TITTI
0TTTY
6011V

LOTTY
90T1a
SOTTV

€0TTL

T0T1S

S60TH
%6018

T60Ta
16010

68071
880TA
L80TL
9801H

18014
08071a
6L0TY
8.L072

YLOTL

CTLOTI
TLOTN
0LOTH
690TA
890TX
L90TA

S901H

€90T4
29018

0907TS
8G071
LS0TH
980TS

19014

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3JBT

g
Q
o
D

o'
=}

8

+~
<

=

G

-

<

=
Q
=

/
o
<

=

=
€l
an)

()

ol
E
E

Page 16

€6TTI

L

L811d

98114

LLTTD
9LTTH
SLTTL

ELTTV
TLITD

0L172

L911d
9911V
S9T1D

€9TTH
14295

09113

8GTIN

€4TTI
TSTTY
TSTTL
0S172
6%11D

9%11a
SPTID
YPIIL
EYITY
[42%%)
TPITT
0%T1L
6ETTS

9€T1S
SETTd
YETTY
€ETTS
CTETTD

0ETTA

8TT1D

9ZTTH

9%2TL

j4Za%!
€%CTI
THTIA
19211

6€£TTH
8€TTT
LETIN
9€TTa
SETTA
YETTL
€ETTA

0E€TTH

82C1a
PX44 xS

et44 7y
j{441:S
€¢TTI

T2TTH

6TCIN

L1TTD
9TTIN
STCTL

€12T4

0121S

80¢Td

90TTL

v0TTA
€0TIN
TOTTM
TOTTH
00TTY
661TI
86TTA
L6TTD

6118

ting factor 1

1va

tease-act

ic pro

Apoptoti

e Molecule 1

9%

13%

45%

32%

Chain K

1210

61TA

9114

P111

1Y
0TTA

801S
LOTL
9071

9671
S6T1

061D

1

¥81M
081D
6.1d
8L14

S.13

TLIH
0L1a
6974

Ll

29TA
1918

6GTD

9GTY

[4h9)
TSTL

6%TH
8¥1D

SP1D

THIA
WIS
0%11

LETD
9ETI

CETT

6CTH

LTTA

STTA

Y9TL

8820
Phetd}

feierds

i
i

TSTT

6%CH

Lyea
9YCH

gvea
(474
eI

8ETS

SETH

0€T1
6221

yTTH

{444y

v0TL
€020

00zb

86T

8TeD
LTEI

wTen
E£TEN

12ed
0zeS
61€D

91€d
STEN

€1€1

00€EN
66CTA

96TS

88T

S8CS
¥8¢S

182d

6.LTA

Lley

Ll

0LZL
69CA
89CS

S92

v6eN
E£6EA

06€l

L8ES

S8€d

E£8ER

18€d

6LET

9LgYd

0LET

99€d

%9€1
E£9€Y
cogd
T9€X

8GES
LSES

baed

L

0geT

697X

LSTH

§5%a
»avl
€591
4ci]

8v¥i
Lyva
OYPL
SYH1

£9%a
(44723
1770

[45748)

8THY
LT%a

i444!

[4474]

0THN
6T%A

L1%3

13578
0T%a
6073

S0%a

fepoekcd
vesa

9284
Seed

T6YH

L8%T

S8%N
43129
£8%M

18%NH
08%D
6.%a

+

T9%I
09%I

998D
G981
89T

TGN
06971
6%9S
8%391

PPad
€PSN

0%SA

8€9D

2990

0997

999H

oy
€691

679
8%93
L%9D

PPov

%94
T¥oA

LT9V
919a
ST9L
Y19H
€19d

TI9A
0T9A
6091
8094
L09S

7091
€091

T09%

9ELY

0€LT
62.La
8TLM
LTLT
9TLY
STLT
vTLd

TTLS

8TLL

9TLT

YILT
€TLH

0TLS

80LL
L0L4

$0LD
€0LN
TOLA
TOLD
00.3

869H
693

691
£69H
T69A
T691

9895
SG89N
P89M
€891

T89A
0891

8.9a
LLOA
9198

£L9V

TL94
0.L9¥

L99L
9995

Y99V

918V
ST8A
PI8H
€181
018D
908HM
S08S
7080
TO8A
96,3

06.L71

88L7T

98.4

888A
188D
988H

L18Y

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3JBT

wwPDB EM Map/Model Validation Report

Page 17

€960

7963

6961

L9560

9Z6A
9z63
4}
£26)

816S

ST60
P16A
€163
16
TT6L
0163

8061

£06a

T06S
0068
668L

S68S

0684
688H

81071
LT0TL
9T0TH

11074

86V

1864
0860

8164

SL6X

€161

0468

7961

L

€CTT1

0ZT11
6111d

LTTT1

€T118
CITIM
TITTL
OTTTY
6071V

LOTTY
90T1a
SOTTY

€0TTL

TOT1S

S60TH
76018

2601a
16010

68071
880TA
L80TL
9801D

18014
0801a
6L0TY
8.L072

vL0TL

CTLOTI
TLOTN
0LOTHM
690TA

L90TA

S907D

€90T4
29018
8G07T1
hmmﬁm
ﬂmmﬁm
8%0TY
LY0TA
9%0TL

L811d

981714
Y8110

08TTA

8LT1D
LLTTD
9LTTH
SLTTL

ELTTY
TLITD

0L772

L911d
9911V
S9T1D

€9TTH
1413 %)

09113

8GTIN

€4TTI

CTETTD

0ETTA

8TT1D

OTTTH
STTID

8%TTH

9%TTL

j44a%!
€%CTI
(424499
T%CTT

6ETTD
8ETTT
LETIN
9ETTa
SETTA
PETTL
E€ETTA

0ETTH

82TTda
LTTTd

GeTTA
j444:S
€CTTI

TTTIA

61CIN

LITTD
9TTIN
STCTL

€12T4

012TS

80¢Td

90TTL

$0TTA
€0TTN
20TTH
TOTTH
00TTY
661TI
86TTA
hmmﬂu
76118
€61TI

ting factor 1

1va

tease-act

ic pro

Apoptoti

e Molecule 1

9%

13%

45%

32%

Chain M

1270

61TA

9113

P111

TTIY
0TTA

8018
L0TL
9071

86T

9671
S6T1

061D

1

Y8TH
081D
6.1d
8.L14

SL13

TLIH
0L1a
6974

Ll

29TA
1918

661D

96TV

TSTI
TSTL

6%TH
8%1D

SP1D

THIA
1525
0911

LETD
9ETI

0ETH
6CTY

LTTA

STTA

S9TH
Y9TL

8520
PAetd}

feiefds

i
i

1921

6%CH

L¥vca
i,

e€vea
(474488
eI

8ETS

SECH

0€TT
62CI

yTTH

fdd4c
j3q4c

Litd

€1es
(414

o) 2428

6020
8020

0Tl
€020

0ozb

0€ET

8TeD
LTEI

wTen
E£TEA

1ced
0TeSs
61€D

91€d
STEN

E€T€I

TIEH
0TEY
60€b

L0gd
90€1

£0€N

00€EN
66CTA

9628

88T

48¢Ss
¥8¢S

182¢d

6.LTA

LLTY

Ll

0L2L
69CA
89CS

96€d
S6EA
v6eN
E£6EA

06€b

L8ES

S8€d

E£8ER

180

6LEI

9LgY

0LET

99€d

¥9€1
98V
[42ioks
T9EX

8G€S
LSES

baey

+

LYEN
9ved
12501
7HeD

{47258
TVEX
0%ER
6€€d
8EEM

9EEN

1971
09%I
697

LSYH

agva
»avh
€991
44|

8¥¥i
Ly%a
OFvL
SY91

£7¥%a
(474728
1950

CEYS

8THY
L2%a

4974

[4474]

0ZHN
6THA

L1%3

13578
01%a
6073

L0%3

S0%a

T0%0
00%1
66€A
86€Y
L6EL

8€9D

S€SHE

9T8d
Szed
YCSH
€261

0Zsv

LTSA
9191
e getc

€19)

0181

L0871

Y0SH

0081

967N

S6%d
cial

T6YH

18%NH
08%D
6.%a

9L¥%a
S.vd
YLYS

+

LBSM

96971
7651

263

0,93
698D

L9869
9961
598h
79sA
€981

9869
§891
%891

¥vad
e%SN

0%SA

P99V

2990

0991

9S9H

v99x
€991

6793
8%93
L%9D

PPov

%94
T¥9A
0%9b
6€9'1

9€9a
SEY
YE9D

TEQY

6294

T09Y%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



3JBT

wwPDB EM Map/Model Validation Report

Page 18

6ELH

9ELY

0€LT
62.La
8TLM
LTLT
9TLY
STLT
veld

TTLS

8TLL

9TLT

PTLT
€TLH

0TLS

80LL
L0L4

$0LD
€0LN
TOLA
T0LD
00.3

869H
693

7691
£69H
T69A
T691

9898
G89N
P89M
€891

T89A
089

8.9a
LLOA
9198

£LOV

TL94
0.L9¥

L99L
9995

TO8A

96.3

0647

88.L1T

98.4

LSGLT

SG.a

€48.d

08,4

8%.H
LYLN
9YLA

PhLN

CYLH

obLd

0684
688
888A
188D
988H

6%8S

L¥80a
9%80
S¥8L
7980
€981
(474239
%8S

LEBL
9€8H
SE8I
£€8D

LT8H
9281

£28'T

1281

0468

7961

9Z6A
az63
Beeh
€263
2261

616V
8168

ST60
Y164

cT6%
1161
0163

8061

81071
LT0TL
910TX

11074
0TOTD

800TH

900TA

00074

1660

£66N

8861

9864
G861
786V

1864
086d

8.L64

SL6L

€L61

9CTTH
STTTH

€TTT1

021711
6TTTd

LTTT1

E€IT1S
CITTH
TITTI
OTTTY
60TTY

LOTTY
90T1a
SOTTV

€0TTL

T0T1S

S60TH
%6018
€60T1
¢60Ta
16010

68071
880TA
L80TL
980T1H

18074
0807a
6L0TYH
8L072

YLOTL

TLOTI
TLOTN

690TA
8907
L90TA

S90TH

€9074
T90TS

8G0T1
LS0TH

1907

E€6TTI

L

L8T1d

S8TT4d
¥8T1D

08TTA

8LT1D
LLTTD
9LTTH
SLTTL

ELTTV
TLITD

0LTTE

L9T1d
9911V
SOTTD

€9TTH
[413%)

09173

8GTIN

SGTIN

€STTI
CSTTY
1ST1I
08172
6%11D

9%11a
SYTTD
PYIIL
EYTTY
[423%)
TP
0%TTL

8TTIH

8vCTH

9%CTL

9T
€%CTI
THTIR
19211

6€TTH
8€TTT
LETIN
9ETTa
SETTA
YeTIL
EETTA

0E€TTH

8TT1a
LTT1d

STTTA
¥CCTH
€2TTI

114458

6TTIN

L1TTH
9TTIN
STTTL

€12T4

0121S

80TTd

90TTL

¥0TTA
€0TTN
CTOTTM
TOTTH
00TTH
66TTI
86TTA
L6TTD

¥671S

: Cytochrome ¢

e Molecule 2

15%

82%

Chain B

vo1a
€0IN

© N~ 0 mEO O WM o 0 N e o
= N ® ) ) %) ~ © ©
oo m o £ -4 i & = N

ot
-
(&

o
-
o

e Molecule 2

o
—
[

Cytochrome c

15%

82%

Chain D

vo1a
€0TN

8€Y

€E€H

0€d
629

8TH
L1D

©
-
=

710

(41}

e Molecule 2

0Td

Cytochrome ¢

15%

82%

Chain F

vo1a
€0TN

<+ © N O mH® O M mm o 00 N O
- ] N ® o @ %) ~ © ©
o oo © A - [ B £ - £

o
-
o

e Molecule 2

=)
-
[

Cytochrome c

RLDWIDE

w_ 0

erpBe

PROTEIN DATA BANK

ataBank



Page 19 wwPDB EM Map/Model Validation Report

3JBT

Chain H: 82%
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4 Experimental information (i)
Property Value Source
Reconstruction method Not provided Depositor
Imposed symmetry POINT, Not provided Depositor
Number of images 134919 Depositor
Resolution determination method | FSC 0.143 Depositor
CTF correction method Not provided Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 40 Depositor
Minimum defocus (nm) 1400 Depositor
Maximum defocus (nm) 3000 Depositor
Magnification Not provided Depositor
Image detector GATAN K2 (4k x 4k) 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:
HEM, MG, DTP

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 | p\1q7 #é\ >2 | RMSZ #1% >2
1 A 0.30 0/9337 0.51 2/12636 (0.0%)
1 C 0.30 0/9337 0.51 2/12636 (0.0%)
1 E 0.30 0/9337 0.51 2/12636 (0.0%)
1 G 0.30 0/9337 0.51 2/12636 (0.0%)
1 I 0.30 0/9337 0.51 2/12636 (0.0%)
1 K 0.30 0/9337 0.51 2/12636 (0.0%)
1 M 0.30 0/9337 0.51 2/12636 (0.0%)
2 B 0.65 0/839 0.73 0/1118
2 D 0.65 0/839 0.73 0/1118
2 F 0.65 0/839 0.73 0/1118
2 H 0.65 0/839 0.73 0/1118
2 J 0.65 0/839 0.73 0/1118
2 L 0.65 0/839 0.73 0/1118
2 N 0.65 0/839 0.73 0/1118
All All 0.34 | 0/71232 | 0.53 | 14/96278 (0.0%)

There are no bond length outliers.

The worst 5 of 14 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 G 880 | GLY | N-CA-C | 5.73 127.43 113.10
1 I 880 | GLY | N-CA-C | 5.73 127.43 113.10
1 K 880 | GLY | N-CA-C | 5.73 127.43 113.10
1 M 880 | GLY | N-CA-C | 5.73 127.42 113.10
1 B 880 | GLY | N-CA-C | 5.72 127.41 113.10

There are no chirality outliers.

There are no planarity outliers.
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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 9139 0 9005 1372 0
1 C 9139 0 9005 1371 0
1 E 9139 0 9005 1360 0
1 G 9139 0 9005 1382 0
1 I 9139 0 9005 1358 0
1 K 9139 0 9005 1357 0
1 M 9139 0 9005 1366 0
2 B 823 0 849 31 0
2 D 823 0 849 33 0
2 F 823 0 849 30 0
2 H 823 0 849 34 0
2 J 823 0 849 32 0
2 L 823 0 849 33 0
2 N 823 0 849 31 0
3 A 30 0 12 6 0
3 C 30 0 12 6 0
3 E 30 0 12 6 0
3 G 30 0 12 6 0
3 I 30 0 12 7 0
3 K 30 0 12 6 0
3 M 30 0 12 6 0
4 A 1 0 0 0 0
4 C 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
4 K 1 0 0 0 0
4 M 1 0 0 0 0
3 B 43 0 30 15 0
3 D 43 0 30 16 0
S F 43 0 30 14 0
3 H 43 0 30 16 0
D J 43 0 30 15 0
d L 43 0 30 15 0
d N 43 0 30 13 0

All All 70252 0 69272 9596 0
Eeaiovio
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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 69.

The worst 5 of 9596 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:E:544:PHE:CE1 | 1:E:576:VAL:HG13 1.28 1.68
1:G:544:PHE:CE1 | 1:G:576:VAL:HG13 1.28 1.67
1:C:544:PHE:CE1 | 1:C:576:VAL:HG13 1.28 1.65
1:C:862:TYR:CD1 | 1:C:885:VAL:HG12 1.26 1.64
1:A:544:PHE:CE1 | 1:A:576:VAL:HG13 1.28 1.64

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 A 1142/1260 (91%) | 999 (88%)
1 C | 1142/1260 (91%) | 999 (88%)
1 E 1142/1260 (91%) | 999 (88%)
1 G | 1142/1260 (91%) | 999 (88%)
1 I 1142/1260 (91%) | 999 (88%)
1 K 1142/1260 (91%) | 999 (88%)
1 M 1142/1260 (91%) | 999 (88%)
2 B 102/105 (97%) 100 (98%)
2 D 102/105 (97%) 100 (98%)
2 F 102/105 (97%) 100 (98%)
2 H 102/105 (97%) 100 (98%)
2 J 102/105 (97%) 100 (98%)
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Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 L 102/105 (97%) 100 (98%) 2 (2%) 0
2 N 102/105 (97%) 100 (98%) 2 (2%) 0

All All 8708/9555 (91%) | 7693 (88%) | 698 (8%) | 317 (4%)

5 of 317 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 147 PRO
1 A 557 ARG
1 A 560 PHE
1 A 562 ASN
1 A 645 GLU

5.3.2 Protein sidechains (i)

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.

8% EMDacaBank

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 1027/1131 (91%) | 838 (82%) | 189 (18%) 15
1 C 1027/1131 (91%) | 838 (82%) | 189 (18%) 15
1 E 1027/1131 (91%) | 838 (82%) | 189 (18%) 15
1 G 1027/1131 (91%) | 838 (82%) | 189 (18%) 15
1 I 1027/1131 (91%) | 838 (82%) | 189 (18%) 15
1 K 1027/1131 (91%) | 838 (82%) | 189 (18%) 15
1 M 1027/1131 (91%) | 838 (82%) | 189 (18%) 15
2 B 86,/87 (99%) 80 (93%) 6 (7%) 19 60
2 D 86,/87 (99%) 80 (93%) 6 (7%) 19° 60
2 F 86,/87 (99%) 80 (93%) 6 (7%) 19 60
2 H 86,/87 (99%) 80 (93%) 6 (7%) 19° 60
2 J 86,/87 (99%) 81 (94%) 5 (6%) 25 66
2 L 86,/87 (99%) 80 (93%) 6 (7%) 19 60
2 N 86,/87 (99%) 80 (93%) 6 (7%) 19° 60

Continued on next page...

gPDB
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles

All | All | 7791/8526 (91%) | 6427 (82%) | 1364 (18%) E[l?

5 of 1364 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 243 ASP
1 G 1192 LEU
1 M 405 ASP
1 G 290 LYS
1 G 473 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 208 such
sidechains are listed below:

Mol | Chain | Res | Type
1 G 259 GLN
1 G 1245 GLN
1 M 490 HIS
1 G 416 GLN
1 G 583 GLN

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 carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 21 ligands modelled in this entry, 7 are monoatomic - leaving 14 for Mogul analysis.

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

WO RLDWIDE

PROTEIN DATA BANK



http://wwpdb.org/validation/2016/EMValidationReportHelp#rna
http://wwpdb.org/validation/2016/EMValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/EMValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/EMValidationReportHelp#nonstandard_residues_and_ligands

Page 26 wwPDB EM Map/Model Validation Report 3JBT

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 CountsB Onfgl\/[lglzlgt;lés\Z | > 2 CountsBOIPI{i/IESuZlgljilZ | > 2
3 | DTP | A |1301] 4 [253232] 092 | 1(4%) |265050| 168 | 1(3%)
5 |HEM | B | 201 | 2 |2450,50 | 086 | 1(4%) | 16,8282 | 164 | 2 (12%)
3 | DTP | C [1301] 4 [253232] 092 | 1(4%) |265050| 168 | 1(3%)
5 |HEM | D | 201 | 2 |2450,50| 085 | 1(4%) | 16,8282 | 164 | 2 (12%)
3 | DIP | E |1301] 4 [253232] 092 | 1(4%) |26.50,50 | 1.68 | 1 (3%)
5 |HEM | F | 201 | 2 |245050 | 0.86 | 1(4%) |1682,82| 164 | 2 (12%)
3 | DTP | G |1301] 4 [253232] 093 | 1(4%) |265050| 168 | 1(3%)
5 |HEM | H | 201 | 2 |24,50,50 | 086 | 1(4%) | 16,8282 | 1.65 | 2 (12%)
3 | DTP | 1 [1301] 4 [253232] 092 | 1(4%) |265050| 168 | 1(3%)
5 |HEM | J | 201 | 2 |2450,50 | 0.86 | L (4%) | 16,82.82 | 1.65 | 2 (12%)
3 | DTP | K |1301| 4 |253232] 092 | 1(4%) |265050 | 168 | 1 (3%)
5 | HEM | L | 201 | 2 |245050 | 0.85 | 1(4%) |16,82,82| 165 | 2 (12%)
3 | DITP | M | 1301] 4 [253232] 092 | 1(4%) |2650,50 | 1.68 | 1 (3%)
5 | HEM | N | 201 | 2 |245050 | 0.84 | 1(4%) |1682,82| 165 | 2 (12%)

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
3 DTP A 1301 4 - 0/18/34/34 | 0/3/3/3
5 HEM B 201 2 - 0/6/54/54 | 0/0/8/8
3 DTP C 1301 4 - 0/18/34/34 | 0/3/3/3
5 HEM D 201 2 - 0/6/54/54 | 0/0/8/8
3 DTP E 1301 4 - 0/18/34/34 | 0/3/3/3
5 HEM F 201 2 - 0/6/54/54 | 0/0/8/8
3 DTP G 1301 4 - 0/18/34/34 | 0/3/3/3
5 HEM H 201 2 - 0/6/54/54 | 0/0/8/8
3 DTP I 1301 4 - 0/18/34/34 1 0/3/3/3
5 HEM J 201 2 - 0/6/54/54 | 0/0/8/8
3 DTP K 1301 4 - 0/18/34/34 |1 0/3/3/3
5 HEM L 201 2 - 0/6/54/54 | 0/0/8/8
3 DTP M 1301 4 - 0/18/34/34 | 0/3/3/3
5 HEM N 201 2 - 0/6/54/54 | 0/0/8/8
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The worst 5 of 14 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 B 201 | HEM | C3B-C2B | -2.82 1.36 1.40
d J 201 | HEM | C3B-C2B | -2.79 1.36 1.40
3 D 201 | HEM | C3B-C2B | -2.79 1.36 1.40
d H 201 | HEM | C3B-C2B | -2.77 1.36 1.40
3 F 201 | HEM | C3B-C2B | -2.76 1.36 1.40

The worst 5 of 21 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(®) | Ideal(®)
3 C 1301 | DTP | N3-C2-N1 | -6.59 123.70 128.87
3 A 1301 | DTP | N3-C2-N1 | -6.58 123.71 128.87
3 G 1301 | DTP | N3-C2-N1 | -6.57 123.71 128.87
3 B 1301 | DTP | N3-C2-N1 | -6.56 123.72 128.87
3 M 1301 | DTP | N3-C2-N1 | -6.56 123.72 128.87

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

14 monomers are involved in 147 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 A 1301 | DTP 6 0
5 B 201 | HEM 15 0
3 C 1301 | DTP 6 0
5) D 201 | HEM 16 0
3 E 1301 | DTP 6 0
) F 201 | HEM 14 0
3 G 1301 | DTP 6 0
5 H 201 | HEM 16 0
3 I 1301 | DTP 7 0
5 J 201 | HEM 15 0
3 K 1301 | DTP 6 0
) L 201 | HEM 15 0
3 M 1301 | DTP 6 0
5 N 201 | HEM 13 0

5.7 Other polymers (i)

There are no such residues in this entry.
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5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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