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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 (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.dev43
MolProbity : 4.02b-467
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : 1.9.9
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.32.1
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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 6.73 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 - 55
Ramachandran outliers IS T 0.6%
Sidechain outliers I I 0.5%

Worse

Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

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
52%
Iy — —
1 A 799 56% 39% —
58%
1y —
1 B 799 55% 40% A
21%
— —
1 C 799 52% 43% -
22%
T — —
1 D 799 48% 46% .
78%
- —
1 E 799 52% 42% .
74%
= —
1 F 799 55% 40% .
75%
. —
1 G 799 53% 42% -
37%
e —
1 H 799 55% 40%

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

Mol | Chain | Length Quality of chain
34%
e
1 I 799 50% 45% -
2%
.
1 J 799 54% 42% -
34%
e —
1 K 799 51% 44% -
59%
Iy —
1 L 799 53% 42% -
%
— I
2 M 947 13% 68% . 17%
1%
_ I
2 N 947 14% 68% . 17%
78%
_ I
2 O 947 14% 68% . 17%
75%
_ |
2 P 947 14% 69% 17%
2%
_ |
2 Q 947 12% 70% . 17%
I =
|
2 R 947 13% 69% . 17%
4%
_ ]
2 S 947 13% 68% . 17%
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2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 118867 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 Adenosine deaminase.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 770 6245 4002 1082 1127 34 0 0

Total C N O S
1 B 770 6245 4002 1082 1127 34 0 0

Total C N @) S
1 C 770 6245 4002 1082 1127 34 0 0

Total C N @) S
1 D 767 6221 3989 1078 1120 34 0 0

Total C N O S
1 2 770 6245 4002 1082 1127 34 0 0

Total C N O S
1 K 770 6245 4002 1082 1127 34 0 0

Total C N O S
1 G 770 6245 4002 1082 1127 34 0 0

Total C N O S
1 H 770 6245 4002 1082 1127 34 0 0

Total C N O S
1 I 770 6245 4002 1082 1127 34 0 0

Total C N O S
1 J 770 6245 4002 1082 1127 34 0 0

Total C N O S
1 K 770 6245 4002 1082 1127 34 0 0

Total C N O S
1 L 770 6245 4002 1082 1127 34 0 0

There are 12 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 274 THR ILE conflict UNP AOASE2SFD7
B 274 THR ILE conflict UNP AOASE2SFD7
C 274 THR ILE conflict UNP AOASE2SFD7
D 274 THR ILE conflict UNP AOASE2SFD7
E 274 THR ILE conflict UNP AOASE2SFD7
F 274 THR ILE conflict UNP AOASE2SFD7

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

Chain | Residue | Modelled | Actual | Comment Reference
G 274 THR ILE conflict UNP AOASE2SFD7
H 274 THR ILE conflict UNP AOASE2SFD7
I 274 THR ILE conflict UNP AOASE2SFD7
J 274 THR ILE conflict UNP AOASE2SFD7
K 274 THR ILE conflict UNP AOASE2SFD7
L 274 THR ILE conflict UNP AOASE2SFD7

e Molecule 2 is a protein called Archaeal ATPase.

Mol | Chain | Residues Atoms AltConf | Trace
2 M 786 E(Q)t;;l 3;;%5 1(1)\21%5 1 1076 SSl 0
2 N 786 ggt;;l 3;?35 1(1)\21%5 1 P?G 381 0
2 O 786 ggt;;l 3;35 1(1)\6135 1 36 381 0
2 P 786 Egt;;l 39?35 1(1;;35 1 P?G 381 0
2 Q 786 ggt;;l 39C85 1(1)\6135 1 ?76 381 0
2 R 786 rggt;;l 39(255 1(1)\;5 1 ?76 381 0
2 5 786 ggg?l 39(255 1(1)\;5 1 1076 381 0

There are 70 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
M 11 LYS GLU conflict UNP AOA8H9B1T?2
M 24 SER PRO conflict UNP AOA8H9B1T?2
M 67 PRO SER conflict UNP AOA8H9B1T?2
M 335 SER GLY conflict UNP AOA8H9B1T?2
M 409 ASP ASN conflict UNP AOA8H9B1T?2
M 428 ASN SER conflict UNP AOA8H9B1T2
M 583 ASN HIS conflict UNP AOA8H9B1T?2
M 586 GLU GLY conflict UNP AOA8H9B1T?2
M 636 ARG LEU conflict UNP AOA8H9B1T?2
M 858 ILE VAL conflict UNP AOA8H9B1T?2
N 11 LYS GLU conflict UNP AOA8H9B1T?2
N 24 SER PRO conflict UNP AOA8H9B1T2
N 67 PRO SER conflict UNP AOA8H9B1T2
N 335 SER GLY conflict UNP AOA8H9B1T?2

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
N 409 ASP ASN conflict UNP AOA8H9B1T?2
N 428 ASN SER conflict UNP AOA8H9B1T?2
N 583 ASN HIS conflict UNP AOA8H9B1T?2
N 586 GLU GLY conflict UNP AOA8H9B1T?2
N 636 ARG LEU conflict UNP AOA8H9B1T?2
N 858 ILE VAL conflict UNP AOA8H9B1T?2
(@) 11 LYS GLU conflict UNP AOAS8H9B1T2
O 24 SER PRO conflict UNP AOA8H9B1T?2
O 67 PRO SER conflict UNP AOA8H9B1T?2
O 335 SER GLY conflict UNP AOA8H9B1T?2
O 409 ASP ASN conflict UNP AOA8H9B1T?2
O 428 ASN SER conflict UNP AOA8H9B1T2
O 583 ASN HIS conflict UNP AOA8H9B1T2
@) 586 GLU GLY conflict UNP AOA8H9B1T?2
@) 636 ARG LEU conflict UNP AOA8H9B1T?2
O 858 ILE VAL conflict UNP AOA8H9B1T?2
P 11 LYS GLU conflict UNP AOA8H9B1T?2
P 24 SER PRO conflict UNP AOA8H9B1T?2
P 67 PRO SER conflict UNP AOAS8H9B1T2
P 335 SER GLY conflict UNP AOA8H9B1T2
P 409 ASP ASN conflict UNP AOA8H9B1T?2
P 428 ASN SER conflict UNP AOA8H9B1T?2
P 583 ASN HIS conflict UNP AOA8H9B1T?2
P 586 GLU GLY conflict UNP AOA8H9B1T?2
P 636 ARG LEU conflict UNP AOA8H9B1T?2
P 858 ILE VAL conflict UNP AOASH9B1T?2
Q 11 LYS GLU conflict UNP AOASH9B1T2
Q 24 SER PRO conflict UNP AOA8H9B1T2
Q 67 PRO SER conflict UNP AOA8H9B1T2
Q 335 SER GLY conflict UNP AOA8H9B1T?2
Q 409 ASP ASN conflict UNP AOA8H9B1T?2
Q 428 ASN SER conflict UNP AOASH9B1T2
Q 583 ASN HIS conflict UNP AOASH9B1T2
Q 586 GLU GLY conflict UNP AOA8H9B1T?2
Q 636 ARG LEU conflict UNP AOA8H9B1T?2
Q 858 ILE VAL conflict UNP AOA8H9B1T?2
R 11 LYS GLU conflict UNP AOA8H9B1T?2
R 24 SER PRO conflict UNP AOA8H9B1T?2
R 67 PRO SER conflict UNP AOAS8H9B1T2
R 335 SER GLY conflict UNP AOA8H9B1T?2
R 409 ASP ASN conflict UNP AOA8H9B1T2
R 428 ASN SER conflict UNP AOA8H9B1T?2

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

Chain | Residue | Modelled | Actual | Comment Reference
R 583 ASN HIS conflict UNP AOA8H9B1T?2
R 586 GLU GLY conflict UNP AOA8H9B1T?2
R 636 ARG LEU conflict UNP AOA8H9B1T?2
R 858 ILE VAL conflict UNP AOA8H9B1T?2
S 11 LYS GLU conflict UNP AOA8H9B1T?2
S 24 SER PRO conflict UNP AOA8H9B1T2
S 67 PRO SER conflict UNP AOA8H9B1T2
S 335 SER GLY conflict UNP AOA8H9B1T?2
S 409 ASP ASN conflict UNP AOA8H9B1T?2
S 428 ASN SER conflict UNP AOA8H9B1T?2
S 583 ASN HIS conflict UNP AOA8H9B1T?2
S 586 GLU GLY conflict UNP AOA8H9B1T?2
S 636 ARG LEU conflict UNP AOA8H9B1T2
S 858 ILE VAL conflict UNP AOA8H9B1T2

e Molecule 3 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf
3 A 1 Tolt al Zln 0
3 B 1 Tolt al Zln 0
3 C 1 Tolt al Zln 0
3 D 1 Tolt al Zln 0
3 B 1 Tolt al Zln 0
3 P 1 Tolt al Zln 0
3 a 1 Tolt al Zln 0
3 I 1 Tolt al Zln 0
3 I 1 Tolt al Zln 0
3 ] 1 Tolt al Zln 0
3 K 1 Tolt al Zln 0
3 L 1 Tolt al Zln 0

EMD-29328, SFENW
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3 Residue-property plots (i)

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
second graphic. The second graphic shows the sequence view annotated by issues in geometry and
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
and red = 3 or more. A red diamond above a residue indicates a poor fit to the EM map for
this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any
outlier are shown as a green connector. Residues present in the sample, but not in the model, are
shown in grey.

e Molecule 1: Adenosine deaminase
62%
. -
Chain A: 56% 39% -

OO PPPPPPPPPPPPPPPPPPPPPPPPPPPPPOG 99090 9090009090

< v n © ©
N8 Fr9wy 2 3 3 & I ™ M & 2 0 w0 0
= [STR ) >~ = w0 |2} =] (S (=4 1] > o

R42
P45

L 2 e e AR L 2 2 Ll S e e e L2 oo o AR 2R 2 2 2 2 2 2 2 2 2 R 2 2 2o 2 2 2 2 2 o 4
OO0 @ L 2 4 L 2 4 e e e s dE 2 2 2 S o o o o B 2 2 J OO0 OOOOOOO
oA > > A -] [ - = 3 Iy ) a [ 4 ™ Iy o = X O

COOPP COPPPPPPO PPPPP V0 9909999909909 909909909909999999999%99%999%99%9%99%999

-

5

@

o © o o
[ 1) & 8 8 XA N el
- - - N 3] N NN N N N
< o [=] = B £ - O x> = ~

COPPPPPPPPOPOG 900 G000 90000

> 4

[ IS T ~ [ ] [ 0 © 0
Mo mM «® ) < 0 [To Y] o)
0 0 0 0 It} re) 0 0 0 e}
< HUO 12 n i 1= B o =

WO RLDWIDE

er

PROTEIN DATA BANK


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

EMD-29328, 8FNW

Lo R 4 2 4 4 4 4 o 3B J

wwPDB EM Validation Summary Report

Page 9

¢

0 9854

¢ e l
g . ¢ e $ R s
¢ oo ¢ ¢ R N
$ “M $ : o ohenl §
e | R ¢ R
9691 35b ¢ ¢ 0571 ¢ e ¢
T , ; 2 IR
o ! $ $ B
6890 0 0 0 S770 0 0
me “ ¢ | wvN | ¢ et
0 v89Y MMW 0 0 0 2088 2,93
TRe = : s o
umg . T 0. “ “ S08H “
. LvH ¢ 1981
“ MMMm 04 “ {333 “ ¢ 0. ¢ Mwmm
“ 2291 “ ¥ 0. “ “ SevH “ 7053 ¢ Mwmm
$ . Vo $i N s o
€L9A 1) o%b ¥ 0 1%
< ¢ som ¢ ¢ ¢
oty ¢ 3sa
o% - om M ! M ¢ “1,,,
¢ ¢ o ¢ 2omt “ ¢ v67H
“. ¢ s I 1011 ¢ “ “. . e
96.H Iwmm ROp .
‘ G991 “ S6.L4 [43] ’ MMM “ “ ’ 06%S ’ CSSL
Mwwm 0 NMMM k 0 Mmm “ 0 0 >ﬂ3 0
¢ | zeuT muw q ¢
“. e = “. ol ¢
659 gaun ¢ o ¢ ¢ rou ¢
WNMN 0 [ 4 0 122A €871 0
r 98.A oex gzed 1870 ¢
o ¢ s N e e
Coson - . ¢ e ¢
6v9H B |8 oy zvas
ol | 0 989 0
& i

0 8€5d

LESL

> o
[ S
I Q

cLvd
¢
S€9D

0 $eSI
697V ¢

o s i=3
— - N
= ~ =

oo BB 2 2 2 2 2 2R 2 4
9
=
OOQOOOiOO o> o

e Molecule 1: Adenosine deaminase
COP 00O G000 0S 00000 S

9O VOO 0O O oo

6£94

. LN mE ¢ 1€
99%A

ot A “.
TV | vove

¢ g Lm 0LA €9v1 ¢

¢ = L ¢ 6 ¢ oom ¢ e

o ¢ seao
: =

¢ ceon 204V O ™ ¢ Lot ¢ ¢ s

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 10

7oA
€791

794

9€94d

EEIM

o R 4 2 JE 4 Ao o 2 d

~
—
©o
5]

OO & GO 9O 990900000000

3

COP COPPP V0 9000009909990 90909090909009%9090

€197
2191

e s o o o 4 o o o 4

¥0.L3
€0LI
2oLy
TOLI

9691

E£69N

6890

PO GO V000000

1

S89A

o
© ©
© ©
|

699M

99971

o)
N
~
1

)
N
~
—

®
g
~
=

8CTLH
LgLm

9zLd
ScLd
YL

TeLd

6TLA

8TLN
L1.4

9TLK
STLD

mase

: Adenosine deam

e Molecule 1

43%

52%

21%

Chain C

0 1971

993

[4:li]

L

& 4

8S5b
LSA

SGA
as
€GN

1SS
083

87A
LYH

0 9%a
Sbd
i

STT

0 0s1d

8¥1T

B6ETA
YETd
€ETA
2eTT
8CTd

se1d
210

>

18D
98D

v8d

0 181

8.4

iZX!
€L1
CLI
TLY

1221
Pelaacs

Sgeh

zeey
jx44 8
ozeyd
6120
8121

ST2H

€TCN

,024
902a
S0TH

€021

00cL

CSTH

T0€D
00EN
662h

S6TA

Yyl

0%
6£2h

Lged
9€TN
sech

0 BETH

TecI

0 69€1

89¢e)
L9€b

S9€EN
H9EN

0 09€e3

93£4
0 $eed

€5€T

0GEA

Legd

veeR

604

voelL

95va
0SPH

VPV
Eia]

T¥7a

0 SEVH

g

0 TE€7H
0 0erd
0 62HN
0 8TV
¢ e

9T

o

0 €THI
0 zThd
0 2471

0Zvd

8T%T

9171
STvE

v.LeT

0LET

t o

0 1254

0 €254

22ST

02ST

V.LVH

0LPY
697V

0 89%Y

99¥A
7oy

6S¥T
85%Y

0 6950

8651
LGS

SGSL

0 %593
£59)
zSSL

0 TSSH

8¥%3s

0 1991
S%ST
4

(474558

0%SI

0 9€ST

99D

0 veSI

€ESY

2998
T99L
0991
659M

LG9%

SG9T

€991
2599d
TG94

679N

2E9T

S SO

5

61971
819D

OO o

2191

609N
8093

909A
5090
7090

2091
T091
0091

R LDWIDE
PROTEIN DATA BANK



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 11

8CTLW
LTLM

¢
0 924

§gLd

90Ld

0 $0.,8

€0LI

86LA
16.Q
96.H

0 §6.4

6.4
¢

T6LI
6.4

88.3

c8.LY

0 18,4

8.L.LQ

SL.Ls

99.A

1

0 T9LR

19.4

65.LS
893
LSLT

87.La
LYLS

Adenosine deam

SPLT

SOOeO 0O oo

EVLI

0 LN
|

8€LQ

i

e Molecule 1

SELT

mase

46%

22%
48%

Chain D

181

ol

LLY

LY
0LA
69d
899

ol

8Sh

~
0
=

SGA

€GN

8vA
LYH

ved

Tes

61S

4c
T

o

¢

€0TS
COTH
TOT1
00TL
660
86M
Led
968

¢
¢

602h
8021
1,024
902a

v024
€021

6611

261D

0610

88TH
1874
9810

¢

€8TM

¢
0 1814

08T

0 8.1a
0 t.E

9.TT1

€LT3

TLTH
0LTX
6911

S9TM
v91D
€914
c9t1d

0 T9TY

0978

1621
0624
6823
88T

6.2

v.lTL

TL2D
0Lzd
6923
89S
1,924
992b

i

€923

T9za
0921

IOOO

85CM

9821l

524

CTSTA

052y
6%2¢D

OOi L 2 2 4

iz
S¥CI

i

{444\

i

0%2T
6£2h
8€Th

9€CN
sech
YETN

i

TecI

89€

60€Yd

€0€T

T0ED

STvd
4578

i

E07N

[ zova |
T07T
00%A

LBET

0 86€1
6€d
£6€)
zeed
T6EH
06€A
68€M

LLEX

Y.LeT

CTLES
TLed

8.%d

SLPY

19%a
99%A

0 9%Y
€971
145320

09%.L

A3l 2 4 4 4 4 & 4

8974
LS%d
95vd
GS¥S

TSN
TS8%a

0 8YhI

VPV

0 Eia ]

447\
478

6,90

€LST

€794
(47458

@ 000 o o >
o & o

¢
04
¢
¢

0¥%SI

LESL

vesI
EESY

TESD

3

practs

STSH
TSN
€TSY

2esT

0 1591 0 §zLd

] $2LT
€91 £TLH
zvod TTLH
Toou 12.a
| | 0zLS

8€9d
LE9K

€91
€E9M

|

S e & <
~
&

L0Ld

¥0.3

€0LI
2oLy

€691

6890
8891

g oun

0 8L93
1291
4

[ | ¢ voE
209L €L9A
ToaL | 219k
0091 ]

6635 6994

[ sean [ 8osb |
1693 1993
9653 9994
¢ s
691 ER
£6SS £€99d

2654 |

T6SA 0991
0653 6359M

¢ s JLE
Cassy oo
TR
585 K
¢ vesv Za0d
z59d
€893 Toou

z8sI | ogod
Tesy 679N
¢ ossv 8v99

€6LA

68LN
88.LH
L8LN

S8.4
v8LY

0 €8LA
z8LM
4

18,4

8..a
LLLY

SL.LS

cLLA

89.LT

€9.LH

i

R LDWIDE

1944

LSLT

SSLV

€54
CS.LI

6%.La

LvLS

SPLT

e o o o o o 2 2 4 2 2

EVLI

H

LELD
9€.Ld

& 4 4

<> <&

0€LT

8TLW

0 LTLM

9z.LY

w_ 0

PROTEIN DATA BANK



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 12

h o

96.LH
96,4

i

e Molecule 1: Adenosine deaminase

48%

42%

52%

Chain E:

8VA
LowE

i
<
=

¢
¢
¢
¢
¢
¢
¢
¢
¢

~
()
=4

A 4

a4 2
<>

o
o
[55]

62A

©
3]
o

pracs

S¢1

.v‘
N
©n

T2a

<
-
~

OO0 P0PPO0O0OOOOOS
— N
I G

PO GOPP VPPV PPGO 00 G000

® o o
[ ~
A < ]

N~ 0o
=0 -

¢
¢
¢
¢
¢
¢
¢
¢
¢

<>

L 4

SOTA
v0Td

> SO

€018
COTH

00TL
660
86M

164

i

Y6
€6d
261

T6a
061

L

N
~
=

3]
©Q
=

0 S6TI

S9TM

3]

©

—
INI

19TV
0918

B
@
a2 4 2 A e AL A

9GTN

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
SN
¢

=3 < ~ w0
<+ < n 0
N N N 5]
= |2 " <<

6£TH

e A e A e

w0 ©
o 0
[ a]
o=

TeeI

8¢td

~
]
N
)

SecA

o
N
5]
<

> o

¢ £6€)
0 80€b z6e1
¢ T6€H
¢ 06€EA

3081 68EM

i
<> oo

b & 4
© o
&
H o
iiIIl

LLEXK

1621 v.LeT
9621 €LEN

»
i

£6CTM Imwm.._
‘ 99EN
¢ osc Cseen

68¢d VoEN

¢
¢
¢
¢
¢
¢
¢

18%D

“

YLVH

TLYN
0L%Y
69%Y
897V

99%A
S9%D
vovd
€9%1

e 00 oo

09%L

8397y

o

€G¥1
TSV

4
0 VLI

0 SELT
0 BELY
0 €€.d

0 0€L1

0 8TLN
0 LTLM
0 92,4
0 §eLd

YL

voL3
€0LI
(44

969N

E€69N
269A

@  © 0O O SO oo

6890
8891

989A
S89A

>

0 8,93

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB EM Validation Summary Report EMD-29328, SFNW
40%

55%

44%

e Molecule 1: Adenosine deaminase

Page 13
Chain F:

= ¢ ¢ ‘B3
0. ¢ ¢ ¢ osd €9LH
¢ $ prony O $ o
Iy ! $hn e ¢
. - I ;
158 ¢ ¢ ¢ ¢ “ ssLy
m«: ¢ v 0+ “. ¢ et ¢ 4
¢ o ol e ‘ $
“ ﬂﬁ “ Eizas 0 0 “
$ o .- = IR
0 0 SOTA 0 0 0
¢ Mww “ HH “ [zat 0* “ ¢ ¢
e ¢ g 4 “
¢ = ¢ ¢ sea ¢ owE ¢ oo
¢ o= ¢ ¢ ¢ ¢
SeT OI ¢ ¢ ¢ evi
0 e 0 697V 0 “4
3 C_ ¢
fooic 2ovs 0 €SI 0
= Jl 2 .
0 Lzd 1
04 “ MMM N wﬂﬂ ¢ 869 ¢
¢ ves ¢ | lema ¢ weau ) ¢ | wEs
0 99%3 0 9653 TR
: : Sy b g o
¢ ¢ R T $ma
e 4 ol o R I S SN N+
i b o tmm W mme vn @
= ¢ ¢ ﬁ Toa Sl 1, =0 WMMM 88.d
“ “ 0 0 0 0. QI MMMN 0 TTLH [ |
¢ L7871 ¢ sy e wwnw
“ €14 ¢ ¢ M (o] “* ¢ ous =
’ $ ¢ ¢ ’ N
$ 4 G ¢ Ja !
s $ ¢ i $on  onm
¢ ¢ e
! e ¢
“ = ¢ “ 9081 “ ¢ r
vd ¢ JosH 8e0d 1L
¢ = ¢ 01 “ wﬂﬁ ¢ oum
i} : e L E

42%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

53%

45%

e Molecule 1: Adenosine deaminase

Chain G:



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 14

0 £94

©
N
[=]

[} [se}
— Il
(2} =

<
-
=

o - o
= o
=

Lo o BB 4 4 B o A A A a i o

<+ o~

> OOOOOiOOOO * > <

L

<>

a2 4
2

> <

[re)

N

—
“m.

STTY

TT1I
OTTI

7014

®
=3
—
©n

00TL

COOPPPP PP PP0O G900 o o0 oo

© ]
< @
S A~

<
Q
3]

€8N

o
I}
E3

T8I

COOPPP 0000000000000

8.4

9.1
SL1

0LA

S9N

i

1814

1

COOPPPPPP VPP PPPP0® 9009090900900 900%0%0%09090

o
]
o
o

1814

8.1Q
LL1d

€L7d

6971

8¥11

@ o < —
o <+ w
(S el N N
o 4 13 2]

Teea

81CT

9124
STCH

vier
€TCN

> o

2120

0121
6020

L0zyd

oo

ETEW

0 0 05SS

L6ET

v6Ed TLVN Sh9T

S
0 z6ed 0

CoeH ¢ 89w ZH9)
| oesn -  Tran
635M N 0T
|

LESL

SE€SD
¥esI

€ESY

2eSL
T€3D

6.LE4

3
=
i

OO OSO 00O oo

v.LeT

Lesy
92sa

¢
¢
¢
¢
¢
¢
¢
¢

veel 00%A LL%d

¢
¢

TLOK
TL94
0L9V

6994
8990

S99A
799N
£990d

T99L
09971
6391

LS9
959X

5

259d

7S94

¢

PN

[4a4°ks
Tvod

0 8954

79SM

2984
TOSA
09ST

6990
8991
LSST

SGSL

€993

2SSL
TGSH

e & S0 oo

€CLH

0 TTLH

0zLs

’ 6TLA

8TLN
0 2124
¢ o
0 STLD

£69N

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

e Molecule 1: Adenosine deaminase

37%

40%

55%

Chain H:

TLY
0LA
69d

oo o 4

€EA

1€S

0 0
N
.¢>I

T W
(S Ia
n 4

€CA

e A oo o 2 & 4
o
S .

© o
o
= n

& 2

Tl

< 0O oo

D E

O

R L DWI
PROTEIN DATA BANK

W



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 15

CSTH

o
0
=
(SN

0 8YT1

< &

v1d

B6ETA

9€TH

1

CETT

8011

@ © & V00O o0

€0TS

T0T1
00TL

i

164

Y6
€6d
261

-

061

8y
181
084

S e 0 o

8.4

OO VOO o0

SLT

0 ozey

8121

3

A 4

912d
ST2H
vicI
€1CN

0121
602h

¢

,02y
902a
S0TY

€021
[4vacs

66711

¢

9610

¢

610

T611
06TH
68T
88T
1814

i

8.1
LLTY

-

€L7d

6971

-

S9TM

19TV
0918

SSTT

0624
68Cd

182D
98¢H

v8cv

08zM
6.L24

9,21

> e

L2l
€L271

i
<
N
=

{474\

OO OO0 OOOOO

il

ezl
9¢ed
STTA

(444
1344

CSER
TGeY
0SeA

LYEX

[47433:1

2CEL

60€Y
80€D
LOEA

0 S0€1
HOEL
€0€1

T0€d

8621
L6271

S6CA

£6TM

>

1621

OO V00O 0O o o

08€A

LLEX

vLeT
€LEN

69€T

99€EN

T9€S
09ex

0 854
EEiat

0S¥
6771

LYYV
iaa s

¢

@ 00O oo o

L1571

fepasleg
V15a

C18s
ISy
0TSI

>

0 6191

SO 00000 o

1,94

<>

sgzss@ze
GEEEgREE
*e e00e0c00000

¢

TPon
E€%9T

T994

6€9Y

OQOiOOO

LE9R

0 9€9d

Y9LT

T9LK

.i

89.LY
LS8LT
98.a

SSLY
YaLY

¢SLI

670

SYLT

COOPOPOOOOOOOS

- ®
< <
s ~
= =

9€.L3
GELI

v0.L3

0 T0LY

86.LA

96.LH
S6.4

6.4
€6LK

T6LI

88.3
L8LN
98LA
§8.3

Y8LY

mase

: Adenosine deam

e Molecule 1

45%

50%

34%

Chain I

08%

€EA

&> &

9ETH

i

YETd

CeTT

0 0ETM
0 6zTd

8CTd

rasc
i741]

L1744
9TTA

@ & oo

(4934
1111
0TTI
60Td
80T1

i

R LDWIDE

0 SOTA
0 014

—
o
-
pE)

660
86M

968

[T}
)
[

N
)
put

16

989D

e 00> oo o
8

o ) ® O <o < o
N~ N N © 0 0 © 0
= = Mok H X |25 T

L 4

w_ 0

PROTEIN DATA BANK



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 16

¢

> e

. 4

6020

1024
902a

7024
€0CI
(44

6611

7611
0610
681X
88TH
1874
9810
G8TS

78T
0814

8.1Q

COPPPPP GO0 PP V009090000000 o

i

9LTT

eL1d

SOTM

TL2D
0Lzd
6923
8928

L 4

€924

6¥%2H

9%CT

02T
6£2h

9€TN

0 BETH

OOI

1221

0 STTA

£22h

Ii

0zey
612D
8121
L7121
91
STy
vicI

> &

60€Y

LOEA

S0€T
voeL
€0€T
CTOEX
T0ED
00€EN
6620

L6271
9621
S6CA

0624

682
88C'1

983
1824

vLeL

02¥%d
6T%A

08€X

<> SO

S.e4
vLeT

L9€b
99EN

FoeN
€9¢ed

0 09€3
|
0 19€d

99¢Y

0 T9€Y

0GEA

0 6v€D

8%€S

Sved

214748

iga s
SH7D

Ri4728

wva
(G778
6V

LEVT

0 SEVH
|

0 TThd

TCvH

9%Sd

<& <> oo

0 0%SI

8€9d

4

OO V00O o0

8093
094

909A
S090

¢
¢
¢
¢
¢
¢
¢

€091

L 2 2 2 2 L 2 2
w v w w0 0w w ©
T 73] 25— =l

68SH

~
oo
w0
=]

S8SA

i

SL9A
v.,98

TLOK
1,94

6994
8990

9994

799N
€990

0 1991
0 0991

639M

LS9

i

7394

299d
1994

67N

¢

9791

7o

[

4
¢
0 ThoY
4
¢

S o o> o

6€9Y
8€9d

9€93

1193

0 €Y.

TVLW

L 2 <

8€.L0

9eLd

’ SeLI

0 8TLW

L

92,4

¢
0 TTLH

TcLd

0 02LS
s

8TLN

¢ sa]
0 OTLA

L0Ld

S0LD
v0Ld

i

oLy
TOLI

0 6694

G693

€69
269N
T69V

6890
88971

789V

0 2890

OO POOOO SO0

0 8,93
0 2191

96.LH
S6.4
¥6.,4

0LL4

L9LN
99.LA

i

mase

%9.1

0 1924

09,4

o)
0
~
©n

©
el
~
(=]

Adenosine deam

SYLT

e Molecule 1

42%

42%

54%

Chain J

€94

87A
LYH
9va

Svd
44!

(4]
6€d

LD

[ JES o)
Mo M
=k A

-
®
%]

[}
N
=

82y

o ®
(3] N
||||||||||||||||I - ||||||I -

s
-
~

COOPPPPPP VPP PPPPPPPPPPPPPPG 900 9909090009000 o o oo

~
=

TH

CETT

0 oeTM

62TY

0 8eTd

g

0 2T
¢

0 $ITH
TITY

0TTI
60Td
80TT

SOTA
voTY
€0TS

2Ot
T0TT
00TL

660

L e 4 4 4 4

& 4
<
2

¢

¢

e &

OO OO o

e VOO0 o

¢
¢

v0cd

€0CI
20Ty

00cL
6611

T6TT

€8TM

0873
6L74
8.1Q

9L11

R LDWIDE

YLV
€L1d

6911

SOTM

€974

6STL

€5TH
CSTH
TSTL

0873

8%TT

(4428

ov1a
6ETA

9€TH

w_ 0

PROTEIN DATA BANK



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 17

9928

=] re) ©
< S re)
N N N
= H =

6£2h

9€TN

o
o
N
=

1221

Te}
[
N
=

veed

TeeTA
(aas

6120
812CT1

ST2Y

PO @& PP PPPPPPPPPPPPPG 9900909099099 909909909909999099%99%990

E€TCN

.4

602b

|
o=
0 5023

€EES

0 [ x4
[ 714)
0Lzd
6923
8928

E07N

LYER

SvED

9EES

0 BEER

OO S> O o0 o

1870

6.L%1

(4528

9071

Sovd
Yov1

2091

0091
66398

oo}
D
0
=

9654

L9ST
9954

S95Y
79sM

€951
2954
T9SA
09ST
6550

8591

® © 00 o0

9554
GGSL
ke

TSSL

¢

¢

SLoA

CTLOK

LESK

S€93

Ty

SELT

0ELT

9zLY

COOPPO GO0 V0O SO0

¥eLI
€CLH
CCTLH

i

0CLS

i

8TLN

Ao 2 2

169V

6890
8891

S89A

< <&

3

Adenosine deam

8¥v.La
A7

mase

e Molecule 1

44%

51%

34%

Chain K

290

0 194
¢ oot ]

650
850
LSA
991

0 SSA

as

0 €51

(414

084

LYH
9%a

¢
¢
¢
¢
¢

61S

ca
T

241

9TTA

@  © 0O G000 o

¢

€110
CIIv

0TTI

0 $0TY

€0TS

00TL

€021

6611

1611

6313

1814

0813

8.1a

0 LL7d

9LTT
S.L10
YLV
€L14

TLTH

SOTM

@ 00O & 00O SO0

€974
{415

097S

8GTS

¢

>

SGT1T

CSTH

TSTL
0STd

6¥TH

8¥T1
LYTD

S o o

0 €YTI

6ETA
8ETL

9ETH

veTd
€ETA

0 4341

€92y
z9za
1920

65cd

9521
9Gev
¥5cd

CSTA

052y

6£TY

9€TN
SeTh

1221

e & oo

SccA

Teea
0zzy
6120
8121

912d

0 sTzy

j4548

8021

L& 4

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 18

O 00O o

O%EH

Leeyd
9€es

€EES

62ed

8ced
Leeyd

9zeT

YTel

80€b
L0€A
90€T

70eL

(43S

00EN
6620

16271

S6CA

€6CM

T621
0624
682H
8821
182D
982H

2824

L

T1%D

60%d
80%d

LO%A
90%1
{0
70v1
€0PN

20%a

IO <> oo

@ 0P VOO OOCO OO o o

00%A

LBET

T8€1T

6.Led
8LEM

0 LLEK

9.L€D

0LET

0 99€EN

S9eN

29ed

09ex
659ed

95€Y

veed

€G€T
(45198

TSed
0SEN

> & o o

0 £6%Y
0 z6vI

06%S
687

L8%1

S8%H

L

SO 900 o

8%D
08%4

857y
54747208
[0)7472:8
LEVT

9EVY
SEVH

i

25578
0EYD
6CYN

€CVI

cevd
TCVH

811

PO @ P09 P00OOO oo

9171
ST9d

SGSL
v

€99%

0%SI

8€Sd

*e  ooocccscece
0

0 9€ST

S€9D

{44}

0251

Lo R 2 2 2 2 2 2 2 2 2R _
<>

8154
L1971

7190
€151

0TSI

80SS
LOST

i
e SO0 o

SOSH

€054
20sa

1089
005D

0 6671

L6VA

L 2 4

S67d

5090

2091
TO9L
0091
663S

¢

069%

NM W ON~ 0 o
© © ©© YW © ~
W WW W0 QY 0
BHZEAEAd =

8591

S89A

7,93

TLOK

SELT

LTLM
9c.4
ScLd
¥eLI
€CLH
CCLH
TeLa
0zLs
6TLA
8TLN
L1249

OO €O & GO G000

S0LD
0 $0L3

oLy

0 TOLI
0 6694

0 9691

£69N
T69A

6390

99.LA

€9.H
C9LA

6G.LS

99.a
0 SSLY
0 BSLY

0 TSLI

e Molecule 1: Adenosine deaminase

42%

59%

53%

Chain L:
B

¢
¢
¢

<>

QOIO

A 4

LYH

Svd

47!

Ao o o o 2 4 2 4

~
)
o

<>

™
)
=

<+
-
~

o 2]
= —
= =

< 1 ©
oA A

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

o
=

< © I~
- —
- —
== =

€110
(4344

8071

90TS
SOTA

€018

sy
«Q
2]

PO @ 0 VP99 PPPP9P990909090909909099909099%99%9%99%9%9%990

-
ke
H

=
6.4
8.4

COO CPPPPPPPPPPPPPPPPPPPPPPPPPPG VP00 V90O 90 909099090 o

0
©
=

0 2814
0 9810

o
©
-
m

o 0 © N~ ©
~ [N N
- P ]
(2] O Ad @A

6911
pXaass

eadc
secTh

o
©
-
©n

b ot o 4 4 4 4 A2 o 4 Aot d

8hT1 ¢ Low
wo e
ov1a 0 5023
ShTY
e 0 ©0zd
£YTI

o
THTA
510 0 rozd
obTE 00ZL

i
> 4
&
e

¢
¢
¢
¢
¢
¢
¢
¢

®
©
N
B4

900000000000 0000000000
slg
s B

R LDWIDE

O

PROTEIN DATA BANK

W



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 19

€LEN

3

69€T

L9€b
99EN

Y9EN

8¥ves
LYER
oven

[T}
<
]
o

o
<
2]
==

COOPPOPPSO & & & V000G oo

veel

0 SEVH

0 TE€VH
0 0€¥D
0 6ZHN

0 242
0 €TvI

TCVH

0 8T¥1
¢
0 9T¥1

STPa
4578

(45238

0TSI
605D

65650

€67V

< <& <&

[
~
<I‘
-

L 2
0
2
<
=

o o o 2 2 2 2 4

T€8D

~
o
o)
~

OO OPOOOOOOS
2 .
E

wva

+n

PO V00> oo

61971

1194

609N

1094
909/

e SO0 oOoOO

T6SA

L8ST

3

v0Ld

[4A 4

04
¢
¢
¢
¢

S69)

€69
269N

0690
6890
8891

SG89A
789V

289a
789d

i

6L94

SLoA

.93
€L9N
TLOK
1,93

8990

9994
S99A

0 1991
0991
6591

. . a

>

LS9

S§59T
799%

259d
1594

679N
8%9D
L¥9L

7o

L9LA

0 893

98.0

8e.La

LELD
9€.3

SELT

8CLH
LeLmn
9¢.4
ScLd

¥eLI
€CLH
CCLH

9TLK

0 16,0
0 96LH
0 §6.4

0 €6LA

16,4
884
S8.3

T8.LY

OO0 SO

Archaeal ATPase

e Molecule 2

17%

68%

42%

13%

Chain M

i
Lo 4 4 2 & 4 OiOOQOQOO

Lo 2 2 2 2 2B 2

L 2 2 4
)
o

A R 2 4 24 4
3
<

€61

06A
687
88S

L 2 4
&
=4

981
984

0 z8)

18D

R 4

9.LD
S.a

YA
€Ld

CcLd
TLA

0LN
694

@ S0 oo

1811
08TV

<>

N T 0O O N~ O HdANMT WO WO —ANm < O N~ O M F WO N~NO0DO S NMm W ~ oo o
@D D OO OO O OO0O0O0O0O OO ™ - - === NN AN AN AN ANANO OMm OO0 o 00 $
bl =4 4+ HdH-H N NN NN NN N NN NN N N A AN g N g N NN N
(3] oA d nEH K EEAdS X E OpH A0 X HAaHB L A H AP A< =ZA> JdHK Hom o

Ao o 2 2 2 2 2 R 2 2

e oo o
o
&

> <
": I
&

S92b
v9eH

0 €929

(474
1921
0921
652h

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 20

09€d
65€Y
8G€eT
LSEN
98€T
959€D
vsed
fieion
CTSEA

* e oo

8¥el
LYEV
9vED

<
9
Bt

wven

I|<l>

2 2
N
3

e & 00 o
@
2

€CEY

o N
il
£ X
S SO oo

[
M $ LWONO O Od A W ONOD O oM
© © ©OOO © K~ & EN NNNN © 000
m M MOMmMmMm M 0Nm 0 mm mMmMmmmn O 000
A< AaE>> 2 M@a J ca >&d4d = o> 4

©

o o
M m
o Mm

he s o o o g o 4 & 2 4

91€1
STEd

e o o

ETEN
CTeL

TTEA

60€D
80€I
Logyd
90€X
SoEd
woen
€0ed

b o 4 ii[‘><b

0 TTVA

14748

(1574

@ SO0 o0
2
&

L1571
0 9T¥1
STPN
$1vd
£TPA
[454]

0 96€S
H6EL

¢ e

0 T6EH

T6ER
06€x
68€X
88EL
L8EX

98€4d
§8¢ed

L 2 4

YLVY
€Lvd

e o o o o 2 8 2 & 2 4

TL%d

0L¥%S
697D
89%d
L9974
99%1
S9%A

Sy
©
<
>

€979

o
3]
A
)

COOPPPPPPP PP PP PPPOOG 00 900000 o oo
3
12}
e 6O & S oo o

L 2 2
8
3

[42°0]
T¥SA
0SS
6ESH
8E39A

0w ©
™ oM
[To ]
- =

COP & GO VPPV PPPPPPPPP09999990990990999%9%909900 & 29099990

e s s a2 2 2 2 2 4

<‘><l>|| L & 4

COOPPPPO G0 & GO0 G000 o

L2 2 & 2 2 4

o o
© ©
© ©
= 0

859d
LS9A
9691
9990
¥SoL

4

€198
CT9V

TT9A
0719l
609S
8091

L09S
909
S09V

=y
o
©
=

€09V

0zTLA
6TLN

AN
9T.LM

STLD
A%k
E€TLA
TN
TTLL

0 OTLI

60LY

L1018

0 50.3

28L4

b o 2 4

08LT
6LLA

LLLA
9..4

YLLT

€LLY
TLLY

TLLY
0LLN
69.LS

89.D
1918
99.LY

< SO o

€940

@® GO0 GO G0 o o o
3
S

@ SO0 o

@ & SOO GO0 o000

COOPPO S & oo

® © & oo o

968L
S68T1

7684
£68d
268M

1684
0684

8888
18871
9881

98831

Archaeal ATPase

e Molecule 2

17%

68%

41%

. 14%

Chain N

671
8%S

vy
SYI

evd
(47
w1
ovd
6ed
8¢y
LeT
9€s
SEN

S o o o

* o oo

9.9
S.a
YLA
€Ld
cLd
TLA
OLN
694

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 21

W O O NMIP W © N~ (=3
© © EENENNN N KN o
P R i i -
B AXE>SYAM > Lo <

9971

S9TH
%911
€91
(454
1910
0911
631D

Lo 2 4 2 4

LST1

0 99TH

SGTIN
¥9Td
€STM
[4343]
TSTd

4]
8¥IA
PA4% S

¢

> SO
g
&

Lo 4 2 2 2 28 4

* oo
<
8

L 4
©
o
N
~

OS> o
)
S

0 18171

<

A & 2 4 -

9%ED

Tven

0 THET

Tvey

$[oa]
0 6€€T

Le€b
9EEW

SEES
veed

eeed
ceeL

TEEN

o o AR 4 4 4 2 4 2 4

e s s 2 222 2R 2 2 - R 2R 2R 4

0 TTHA
1291
[4a
6TVN
81y

L1971
9T

b & 4

0 9LEA

* &

>

COOPPPPPPPP VPP PP GO V0 VPPV PPG 999900 2999909990990 2909090

¢

[4sis
1874
08%I
6.L¥S
8L¥%D
LLYN

89%d
L9%4

99%T
G974

e e e d o 4 Lo 2 2 2 2 4
I
@
0

i

L89S

81571
L1583
9151
STSA

€150
CISN

s 22 2 2 2 4

L 2 2
3
2

0 £8HY

¢

4

4

0 1854
0 08SS
0 6L9)
0 854
0 LLSN
0 9191
0 5250
0 TL9D
0 1291
¢
4
¢
¢
¢
¢
¢
¢
¢
4
¢

0454

CSSN
TGSV

0 085M
6YSH
8%as

¢
9%Ss

+EE

0 P9I

COPOP PP PPPPPPPPG G0 & 900 G000 o o

—
©
©
7]

099M

899d
LS9A

9991
9590
7591

€991
T99h

TS9OV
0891

679N
8¥9x
LYON
9%94
SYov
TYON

@ OO & V00O S0

{4428

oV
0798
6€9Y4

8€9d
LE9D

994
S€9D
veoy

€€9S
2Te9I
T€90d

0€9Y
6291

9291

291
YZON

[44°¥

1298
0290

6194
8190
LT9N
9191
STON
YTION
€198
(4
TT9A
0T9L
609S

8091
1098

< w
o O
© ©
= <

L 2 4

A 2 2 4

¥8LH
€8.L7T
8.4
8LV
08.LT
6LLA
8LLN

o 0 o
©
&
=

9L.4
SLLN

YLLI

€LLA
TLLY
TLLY

OLLN
69.LS

89.b
198

99.LV
S9LN
¥9.L4
€919

COPe> & & OO oo

Lo I 4 4 AR 4 4 4 4 4 4 2 4 2 2 o JE 4

9¥8I
S781
7781

L 2 4

$
¢ ses1

V68K
£680
268M

0684

888S
18871

9881
S88)

7881
0884

e & oo

8181
L1181
91831

.84

@ SO0 OP0O G000 oo

TL8L
T.84

0 0.8%

698N

veed

TE6L

6263
8¢6a
LT6A

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 22

Archacal ATPase

e Molecule 2

X

~

—

.

X

[ee]

©o
%
0
<

X

<

—

=

o=

o]

mmW

w1

0. 8ed
0. 2871

9€S
SEX

A 2 4

@ S oo

0 €811
o =
1811
¢
8L1S
.14
0 9LTA

SL1d
YL1d
ELTA

L9771
99TT

S9TH
7911
€9TD
29Td

0 1910

09TT
6STD

¢
¢
0 89TL
¢
¢

1811
0 9STH
SSTN
»STh

0 €9TM
zsTh
1513
05T
6910

Ly1d

L 2 4
o
£

61CL
81¢CI

@ O GO0 VOGP OOGO O oo
: 8

L 4
re
=
S
X

> e

COOPPP® & V0P P00OOOOOOS

LR 2 2 2 2 2 2 2 4
P
2

60€d
80€I
L0€Y
90€X

0 ST

4443

$
¢ oo

B6TVN
¢

L1971
9171
STPN
¥1vd
ETPA

(4543

L 2 4

< w0
D O
M M
|2

Lo o 2 2 2R 2 A o d
I :
2

COOPPPPPPPPO PP PPPPPPPPP 9909090900990 909090909909090090%90%%%90900 oo

L 4
©
©
o0
=

s8%h
¥8¥S

ii[‘>

h e s s s s s a2 o 2 2

28%1

o o
N ©
< &
n H

83974
LS¥%a
957
SSPA

€974
(440

Lo R 4 2 2 2 4 2 & 4

0SVI
67%a
8v¥i
LY%0
Y1
SY¥S

<
<
by
a

£V

vd
[7a4S

6EVH
4]

LEVE
9EVA

eV

gI
p
OO Pe O oo o

L 2 2 2R 2R 2 2 2 2 R 2 2

7PSI
£%5Y
[42°0]
TYSA
0¥Sss
6ESH

9€SA
SESK
vesd
€ESS
2¢eSI

615V
81571

9TSL
STSA
v154

PO OO PP PPP P09 90 9009090900000 9090909090909909%99%9%90

TSN
1184
0TSI
60SS
808A
L0SS
905D
S0S0
705D
€08A
2081
T0S1T
00SH
6670
86%1
L6vd
9674
S6%S
7671
€67S
267D
1670
067D
687N
88%d
L8¥S
98%A

S09V
Y09

€09V
209V
TO9Y%

009V
66ST
869D
L6SN
9693
S6S9L
¥65a
€6SI
263N
1654
0693
689)
889K
189D

099M

859d
LS9N
9991
9990
¥S9L

0991
6791
87931

<‘>iii e dih 4 2 e o o 0 o 2 & 4

© N~ 0O O O o N MW
H <4+ +4 NN AN
© Y VW VW VW OV OV VOO
H =2 A KO0 wn > =4

€198
(451
TT9A
0791
609S
8091
L09S

OO PPPP0P0OOOOOOOOS

> oo

ik
€TLI
faakcy
TCLN
0zTLA
6T.LN
8T.LY
LTLT
9T.LM
STLD
v1.3
E€TLA
TN
TTLL
OTLI
60LY
80.Q
L0.LS
90,4

SOOe> & & o0
N
P

L © N~N® DO NMY ~
O 0 WLW WO OO 0O ©
N N NN NENNNNS ~
g A >EE<mmo® (2]

8¥.LA
LYLN
9VLN

TrLN

L2 R 2 2 2 2 2 2 2 2R 2 R 2

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 23

o o o R 2 2 4 R R 4 4

A A R 4 4 4 2 2B 2 4 4 o

* e &

OINW0WOO - N M 0 N~
0 00 WWhHDH O D (<o)
e S S S S N S =~
SA>@mEn J =@ > ®n

S¥81
981

€784
cv84d

981
0¥%8d
6E€8H

8€8L
LE8N
9e83

SE8M
veslL
€€8Y

,084
90871

508D

Lo 2 2R 2R 2 2 2 4
oo}
@

£08D
2081

TO8A
0081
66.4

1683

$681

768X
€680

7681
1684

o
D
0
[55]

o]
e
<)
%]

18871
9881

@® VGO VPP PPPPPOSO OO oo

2 2 2 2 2 2 2 2 2 R 2 2 2 2 222 2 R 2 2

€E6Y

TE6L
0€6d
6263

i
N
@D
[=]

LT6A

[sel
N
)
=

(44238
T26L

026s
616S

e
=
)
=

Archacal ATPase

e Molecule 2

X

~

—

N

(o)}

©
R
n
<

N

<

—

=

o=

o]

S

671
8¥%s
LYN
vy
SPI
s
evd
(470
w1
ovd
6ed
8€Y
LET
9€s
SEN

L 2 2

> & oo

9.LD
Ss.a

LA
€L4
cLd
TLA
OLN

694

0 Ted

‘ 1871 ‘ oved

08TV ‘ 6ETA

¢ e

8L1S ¢ e
e Ceees

0 9LTK sezd

¢ v Caea
A TETH

0 TLIA 0£Zd
1,73 62Ty

0 6910
0 89TL
0 2971

L2 2 2 2 2 2B 2
[se}
S

0 91T zTed
LR e
0 2914 ozed
1910 612l
0911 81z
65T 11271
eS| 9121
2511 s1ey
0 9STH 0 Iy
SSTN 0 €120
’ MMH ¢ e
1121
MMN o1zT
05T 0 eoca
Gl 8020
VT e
Phass e
H0TA
€021
zozd
0 Tozd
0 0024
OvTA 6671
¢ e 861
¢ = ¢ 78
¢ o ¢ 9611
0 9ETH S61d
0 610
¢ o
¢ ¢ o
4
¢

0 €811

ANMF WO~ 0N - oM
NN NN m M M0
oo o A o Ho oo
HEEHPEBH< @A M= >n

COOS> & & 6O oo

09€d
659€Y
8GET
LSEN

9G€T
SG€ED

vSed

CSEN
TSEY

0sea

67€D
8¥el

Sved
Tven

cvel

TPEV
ovea

6EET
8eed
Le€D
9EEN

veed
€E€€d

PO S0P ®O & G G GO SO G000

<

L R 2 2 2 & 2 4

& 4

Q@D @ GOPPPPPPPPO POPPPPG V0 V909900 O 20990990 > o0 o o

2871
1874
08%1
6.LYS
8.¥0
LLYN
9L%4
SLv1

(4745
TVSA
0%Ss
6ESH
8ESA
LESY

9ESA
SESA

€ESS
CeSI

T€91
oesb
6254

e 2 2 2 2 2 & 2 4 R 24 2 2 R 4
>
£,

LSy
9254
At

<
I
7o)
=}

r o o o o o o o o B 2 2R 4 4 4 4 2 4

615V

9181
STSA
Pr84

e GO OO oo
N
E I

o o B 4 4 2 B 4 4
&
3

98%A
S8vh
787S

¢

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 24

1998
099M

899d
LS9N
9991
S590

%391
€991

(4]
TS99V
0891
6791
8Y9)

e o o 2 B 4 4 2 J 2 4

9%94
SYoV

€791
[474°28

TV
0%9s
6£94

8€9d
LE9D

9€94
S€90
veov

2¢e9I
T€9a

hea s s s oo o B 4 4 & 4

6291
8C9Y

9291
S291

YTON
€294

[44°7\%

1298
029D

6194

8190
LTON

9191

OO OOSO 6 OO oo
éI

L 2 2 2 2 R 2 4

A o 2 B 2 o 2

faakc

L 2 4 <‘><‘>iii > &

0TLA
B6TLN
8TLY

LTLT
9TLM
STLD
4%k
E€TLA

TTLL
0TLI

60LY

L0Ls
90,4

S0.3
Y0LL

8.4

T8LY
08.L7T

6LLA
8LLN

9L.4
SLLN

YLLI
€LLA
CTLLY

TLLY
OLLN

SOLW
¥9.,4
€9.D
C9.LH
19,4
09.LY
63LN
89,4
LSLK
9G.L7T
SG.4
€93
CS.LH
180
0S.a
67.LY
8V.LA

0 zv8d
0 1581
0 o¥8d
¢
¢
¢

8€8L

® O & o

€089
2081
TO8A

008d
66,4
86,0

L6LS
96.LA

S6.S
V6.LH

€6LA

e 2 2 3B 2 R 2 2 2 2 2 2 2 4

1618
06,3

68.L4
88LA
8.1

0 98LA
0 ¥8LH

0 €8L1

e & o> o

OO 00 o0 o

G681

7684
£680d

c68M

1681
0684

8888
1881

©
o<
©
=)

N
ool
€0
=

D O AN M ¢ W O N~ 0O
¥ LWL WO W W W LW WLW
0 00000 0 0 0 0 0 0
A HAD A B H B A HD

€%84

OO0 P0OOOOOOOO

o o 2 B 2 2 2

26l
0z6s
6165
8T6N
L1671

Archaeal ATPase

ST6L
¥16I
€161

e Molecule 2

17%

70%

42%

12%

Chain Q

@ 0O & o o

>

® & oo

€671
268

7641
06A
68A
88S
L8N
981
S84

€81
{43’}

9.9
Ss.a
VLA
€Ld
cLd
TLA
OLN
694

>

8.L1S
LLTd
9LTX
SL13
vL1d
€L
CTLIX

>

L & I 2 2 4

L2 2 2 2 2 2R 2 R 4
<
&
a

soe
o
8

e S s e e e g
I LW O ~0DO
o R IR R S
o A R R R ST
L)II S AQ nEAR m||

0 €811
0 [4:15')

1811

00€X

0 6621
86271
L6TR
9620
5620
v623

€621
[4:14:8
T6cd

062/

[
Y
o
=

~
e}
N
(&}

9824
S8TH

{4144
T8CA

6.cd

LL23

9.2b
S.z3

<
~
N
=

SO SO0 O 6O O o o

<&
o
©
IS
B

L o R 2 2 2 2
5
2

L 4
o
wn
o0
[=]

61€d
8T€D
LIEA
91€T

STED
v1eT
ETEN

crel

<‘N‘>ii{‘><><‘> e s 4 o A A e & 4

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 25

L 4

Q@D DGOPOPPPPPPG VPPV PPPGO 90900 CO O G000 0%0 990 o

0esd
6254
8¢Sd
prac) s

vTsa

OO PPPPP0OO0OOOOOS

81ST

9TSL
STSA

e o o o 2 & 4

OiO
COOPPP & VPP PPPPPPPPPPPPPVPVPVIPG 999090990900 90 > 909

20ST
T0ST
00SH
6670
8671
1674
967X
S6%S
7671
€678

D O
o O O
& &
= O o

5

L 2 2 2 2 2 2R R 4

~
0
By
0

009V
6651

>

Lo R 2 2 2 JiE 2 2 2 2 2 2 4 2 4

9654
S6SL

€651
C6SN
1654

0654
6854

8834

783N

7894
083S
6.L5%
8.94
LLSN
A
§.50

¥.LSA
LS

TLSD
TLST
0454
69SA

N M F W N~
© © © © © ©
[T T BYC BT} T Re}
A =2 A M| H O

0
[Te)
ITe}
o

o
L
ITe)
~

o
0
0
=

$I
=1
e s e s e o oo 4o o 2 2N 2 4

HAaNm ¢ 0w o
Qo000 O O o
© VY v © ©
Mo = < 0

€vsY
[4a72p]
T7SA

@ SO G000

<>

M~ 0O O - < v © QD O N MY W ON~OD o N ogw o 0 @ O
- = N NN NN N N N MM m M MM m 0mmon SN S A S A S T}
© © YW VW Vo ©0 © © © VW YWY VW VW YW VW VW VO © © © VY © © ©O ©
= Ak O n> =24 H <= H<=<A H®?n<=< O X OMEMmx < H =< K X > H

099M
659d
899d
LS9N
9991
SS90
7591
€991
TS990

€198
[43°)4
TT9A
0T9L
609S
8091

.o
N
=

L 2 2 4
0
2
23]

0 1998

e O SO
2
>

€TLI
[aaics
TCLN

o oo oo
8
=

Lo R 2 2 2 2 2 2 o2 22 2 2 2R 2 2 4
3
&
&> SO

b & 4

b o 2 4

>

e 2 A a2 2 2R 2 2 4

o oo

T€6L
0€6d

62631
8T6a
L26A

€C6A
TT61

261
026S
616S
8T6N
L1671
916S
ST6L

¥16I
€161

16N
1160
0164

Archacal ATPase

e Molecule 2

17%

69%

47%

: 13%

Chain R

ovd
6ed
8€Y
LET
9€S
SEX

L 4

b 2 2 2 4 4

® & oo

(458
8D

9D
S.a

€Ld
cLd
TLA
OLN
694

TETH

®* SO0 o 4
]
£

@ S0 o0

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 26

0 T0€1

00€x

LBTA
9620
5620

0 $62H

€621

M F 0O 000 o
© 0 0 0 W W WD D
ANANAN NN N
H<HKHED = |

8cY
T8ZA

@ SO o

M D O N0 O AN MW MO OO = ANMm F WO N~ 0 O
WWw W WwwWwWwLWw © OO © OO © O OIS SIS~ N~
AN AN AN 3N NN NN N N NN
AL A A >NOe dAHE UX O H=2 >unuxXxibHCd JdC b X MK

TSl
0sey

6%CA
8¥cA
LvTh

izas
Eigas

COPP G 00> & & o0 o

i

5443
0 zheN
0 Ted

¢

¢

¢

¢

¢
ozed

0 61€d

0 81€D
LTEA

0 91€1
STED
$1€1

0 €TEN
zIel

0 TTEN
0re1

¢

¢

124748

i

COPPPPPPPPPPPPPPPP 9990099099090 990909099099099090999% 29090 o

61PN
8THY
L1971
9191
STFN
Yivd
ETPA
cIvs

A o 2 4

L 4

CT6EH

06€X
68€X

88EL
LBEK

98ed

78eb
€8€1

T8EA
18¢€b
08EN
6.7

8LET
L.e¥
9LEN

e s oo B 2 4 2 4 2 2 4

vLED
€LEN
TLET
TLET
0Led
69€N
89€N
L9EK
99€N
$S9eQ
voeV

£9€d

< oo

> > o

i

874
0871

6.L¥S

8L%D
LLON

9.%d

YLVY
€L73

0L¥S

€SVA
[4siA%
T894

D
<
s
[=]

L%%D
9YP1

Sv¥s

COPe> & o o
3
2

¢
0 £2%D
¢

T¥SA
0%Ss
6ESH
8ESA
LESY
9ESA
SESA

=N

el
D O
< <
- 0

£67S
267D
1670

COOPP G & & VPP PPPPPPPPPPVPPVPIPG V99999990 209099990 29099090 2

68¥N
88%d
L8¥%S
98¥%A
S8vh

0 ©8%S

£87Y
8%

L 2

[+ —
D o
[} ©
= &3

a2 2 2 2 2 2 4

L6SN
9653
G651
7650
€691

26SN
1654

0653
68S)
8854
18S9

§8Sd

i

> oS 4‘*ii[‘><><‘~‘><>

S50
VLSA

E€LSH
TLSD
TLST
0484
69SA
899D
L9ST
9983
$954
7950

€554
CSSN

TSSV
0SSM

6%SH
8¥%3S

L¥SY

e s o 2 2 AR 2 2 2 2 2 2 222 2 2 2 2 2 R 4

eieict
¥PSI
£%SY
[42°0]

859d
LS9N
9591
9590
591

o
0
©
o

0991

6791
8%

SYov
FPON

[44°28
1YoV

6€94
8€9d

9€94

veoy

2¢e9I
T€9a
0E9Y
6291
8C9V

9291
S291

YZON
€294

2ToN
1298
0290
6194
8190
LT9N
9191

VTON
€198
[as)
TT9A
0T9L
609S

8091
L09s

9098
S09V
Y09
€09V
209V

90,4
S0.3
YOLL

e oo d 2 2 2 2 2 2 4 BEE £ 4 2 2 24

LR 2 2 2 2 2 2R 2 2R 2 2 2 2 2 2 2 2 4
3
=

a2 2 2 2 2 2R 4
~

6183
8184
1184
9184
S180

v18A

o
-
©
HI

T18A

© N~ @ o
o o o
©Q 0
- = A

¢
¢
¢
¢
¢

COPPO & GO0 & V00000 O oo

T€6L
0€6d

6263
8¢6d
LTBA

€C6A
[442a8
T26L
026S

8T6N
L1671

ST6L
¥16I

1160

Archaeal ATPase

e Molecule 2

17%

L & 4

68%

44%

: 13%

Chain S

6VI

N~ o
o
= 0

SYI

£va

w1
ovd
6€ed

LET

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-29328, 8FNW

* e & o

wwPDB EM Validation Summary Report

Page 27

0z1d

0 6174

L1149

9T1d
STT1

0 235!

E€TTL
C1id
T11d
OTTI
6071

80Td
L0T1
901D
SOTY
Y011
€0TN

2OTA

€Ld

0 08TV

8.L1S
LL14
9LTX
SLTH
vL1d
ELTA

L 2 4

TL1d

691Q
89TL
L9771
9911
S9TH
7911
€919

L 2 2 i“

1910
09771
6STD
85TV

0 2871
0 9STH

SSIN
$ST0
€STM
TSTh
TSTd
0STX
6710
8Y T
Ly1Yd

Lo 2 2 2 2 2 R 2

L 4

L 2 2 2 R 4

L 2 4

6¥CA
8¥CA
LYTA
92T
svex
vy

€¥%2CS

0 T9ed

¢
¢
¢
¢
¢

> S

¢
¢
¢
¢
¢

e o o 2R R R 2 2 4

s
o)
[l
B

Q@D DGOPPOPPPPP PPV P & VPOV 99099999900 9000 99O %9990

0Led
69€N
89€A
L9EX
99€N
S9ed

S
©
2}
<

£9ed

O WA M ¢ 1 © N~ 0 O O "M ¢ W O W O N M ¢ 0O O N~ 0O
L DWW WMWWIWI DO VDO O © OO © EEESENNNENED
IS T S S S S S A T I T R
H B > > X ocAmAk S0 L > A8 o N R adm = OO0

248
L%%D
9T
SY¥S
7vva
€V

whd
ovvd
6EVH
8eVh

LeVHE
9EVA

SEVN
vev1

cevy

@® GO0 & oo
<
S
—

0EVA
6CVI

8TYN
L2
921

STV

€C¥D
(44728
13474

[}
5]
el
>

9€SA
SESA

vesa

SO L2 2 o 2 & 4 L 2 2 4
L2
o
0

e s s 2 o 2 o2 2 2 2 R 2 2 2 4
o
| EREEE

TO9Y%
009V
6691

965H

09SN

oo
0
0
=

LSSA

COPPPP VPP PPPG VPPV PPPPGO 9990909000900 90 90
IR

Lo o o o 2B N < 4 0000000i’00000000000 L e o o4

0 1998
0 099M

< < i"’

~
]
©
o

9291
291

<
N
©
=

6194

o
i
©
12

0 TTLN
0 0ZLA

6TLN

LTLT
9T.LM
STLh

v1.L3
E€TLA
TN
TTLL
OTLI

60LY

<

L0OLS
90.L4
S0.3
Y0LL

o 2 & 2 2 > o
o ¥

Iﬂﬁﬂl
[ =

LTLI

COOPPPOOOOSO o OO

1683

$68T1
7684
€680
z68M
1684
0684

1881
98871
S88)
7880

9%81
S¥81
7981
£¥84
c¥v84d

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



EMD-29328, 8FNW

wwPDB EM Validation Summary Report

Page 28

o o

TE6L
0€6a
6263
826a
LT6A

Seev
26D
€2C6A
2T6I

TZ6L
0z6s
616S
816N
LT6T

Lo o 4 4 & 4

h o o 4 2 o S 4

ST61
v16I

€T6L

0164

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



Page 29

wwPDB EM Validation Summary Report

EMD-29328, SFENW

4 Experimental information (i)

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

Number of particles used 9236 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method NONE Depositor
Microscope FEI TALOS ARCTICA Depositor
Voltage (kV) 200 Depositor
Electron dose (e~ /A2) 49 Depositor
Minimum defocus (nm) 500 Depositor
Maximum defocus (nm) 3000 Depositor
Magnification Not provided

Image detector GATAN K3 (6k x 4k) Depositor
Maximum map value 7.256 Depositor
Minimum map value -3.896 Depositor
Average map value -0.001 Depositor
Map value standard deviation 0.303 Depositor
Recommended contour level 1.9 Depositor
Map size (A) 659.9987, 659.9987, 659.9987 wwPDB
Map dimensions 256, 256, 256 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 2.57812, 2.57812, 2.57812 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z]| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles
Mol | Chain | py/q7 #4|Z| >5 RMSZ #4Z| >5
1 A 0.30 0/6400 0.64 18/8672 (0.2%)
1 B 0.30 0/6400 0.62 17/8672 (0.2%)
1 C 0.33 0/6400 0.63 13/8672 (0.1%)
1 D 0.34 1/6375 (0.0%) 0.62 10/8637 (0.1%)
1 E 0.32 0/6400 0.63 14/8672 (0.2%)
1 F 0.32 0/6400 0.63 16/8672 (0.2%)
1 G 0.31 0/6400 0.59 13/8672 (0.1%)
1 H 0.31 0/6400 0.65 21/8672 (0.2%)
1 I 0.32 0/6400 0.63 14/8672 (0.2%)
1 J 0.31 0/6400 0.61 13/8672 (0.1%)
1 K 0.33 0/6400 0.63 11/8672 (0.1%)
1 L 0.31 0/6400 0.65 22/8672 (0.3%)
2 M 0.28 0/6379 0.50 2/8592 (0.0%)
2 N 0.29 0/6379 0.51 1/8592 (0.0%)
2 0O 0.28 0/6379 0.49 2/8592 (0.0%)
2 P 0.28 0/6379 0.51 1/8592 (0.0%)
2 Q 0.28 0/6379 0.50 1/8592 (0.0%)
2 R 0.28 0/6379 0.50 2/8592 (0.0%)
2 S 0.29 0/6379 0.51 2/8592 (0.0%)
All All 0.31 | 1/121428 (0.0%) | 0.58 | 193/164173 (0.1%)

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 C 0 1
1 E 0 1
1 H 0 2
1 I 0 1

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 J 0 1
1 K 0 1
1 L 0 1
2 N 0 1
All All 0 9

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 D 45 | PRO | CG-CD | -5.40 1.32 1.50

The worst 5 of 193 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(°)
1 H 647 | THR C-N-CA 14.53 152.82 122.30
1 A 650 | LYS | CD-CE-NZ | 12.84 141.23 111.70
1 B 695 | LYS | CD-CE-NZ | 12.51 140.46 111.70
1 K 205 | LYS | CD-CE-NZ | 12.12 139.58 111.70
1 J 553 | LYS | CD-CE-NZ | 11.97 139.23 111.70

There are no chirality outliers.

5 of 9 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
C 290 | ARG | Sidechain
E 568 | ARG | Sidechain
H 540 | ILE Peptide
H

I

575 | ARG | Sidechain
177 | ARG | Sidechain

—| =] = =] =

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

6245 0

6229 262

0

1

B

6245 0

6229 268

0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 C 6245 0 6229 316 0
1 D 6221 0 6209 329 0
1 E 6245 0 6229 331 0
1 F 6245 0 6229 284 0
1 G 6245 0 6229 311 0
1 H 6245 0 6228 275 0
1 I 6245 0 6229 318 0
1 J 6245 0 6229 273 0
1 K 6245 0 6229 328 0
1 L 6245 0 6229 311 0
2 M 6277 0 6328 1412 0
2 N 6277 0 6328 1517 0
2 O 6277 0 6328 1413 0
2 P 6277 0 6328 1428 0
2 Q 6277 0 6328 1431 0
2 R 6277 0 6328 1441 0
2 S 6277 0 6328 1433 0
3 A 1 0 0 0 0
3 B 1 0 0 0 0
3 C 1 0 0 0 0
3 D 1 0 0 0 0
3 E 1 0 0 0 0
3 F 1 0 0 0 0
3 G 1 0 0 0 0
3 H 1 0 0 0 0
3 I 1 0 0 0 0
3 J 1 0 0 0 0
3 K 1 0 0 0 0
3 L 1 0 0 0 0

All All 118867 0 119023 13162 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 55.

The worst 5 of 13162 close contacts within the same asymmetric unit are listed below, sorted by

their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:S:173:LYS:NZ 2:S5:175:GLU:HG3 1.07 1.40
2:P:751:GLN:OE1 | 2:P:811:VAL:CG1 1.70 1.38
2:M:751:GLN:OE1 | 2:M:811:VAL:CG1 1.69 1.38
2:R:751:GLN:OE1 | 2:R:811:VAL:CG1 1.76 1.34

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:0:751:GLN:OE1 | 2:0:811:VAL:CG1 1.73 1.33

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 762/799 (95%) 697 (92%) 61 (8%) 4 (0%) 29 69
1 B 762/799 (95%) 706 (93%) 51 (T%) 5 (1%) 22 63
1 C 762/799 (95%) 697 (92%) 60 (8%) 5 (1%) 22 63
1 D 757/799 (95%) 688 (91%) 64 (8%) 5 (1%) 22 63
1 E 762/799 (95%) 693 (91%) 65 (8%) 4 (0%) 29 69
1 F 762/799 (95%) 693 (91%) 64 (8%) 5 (1%) 22 63
1 G 762/799 (95%) 690 (91%) 67 (9%) 5 (1%) 22 63
1 H 762/799 (95%) 692 (91%) 65 (8%) 5 (1%) 22 63
1 I 762/799 (95%) 704 (92%) 53 (T%) 5 (1%) 22 63
1 J 762/799 (95%) 696 (91%) 61 (8%) 5 (1%) 22 63
1 K 762/799 (95%) 690 (91%) 66 (9%) 6 (1%) 19 60
1 L 762/799 (95%) 697 (92%) 60 (8%) 5 (1%) 22 63
2 M 766,/947 (81%) 704 (92%) 58 (8%) 4 (0%) 29 69
2 N 766/947 (81%) 695 (91%) 66 (9%) 5 (1%) 22 63
2 0O 766/947 (81%) 704 (92%) 58 (8%) 4 (0%) 29 69
2 P 766,947 (81%) 680 (89%) 82 (11%) 4 (0%) 29 69
2 Q 766/947 (81%) 698 (91%) 63 (8%) 5 (1%) 22 63
2 R 766,/947 (81%) 706 (92%) 56 (7%) 4 (0%) 29 69
2 S 766/947 (81%) 700 (91%) 61 (8%) 5 (1%) 22 63

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

All | Al | 14501/16217 (89%) | 13230 (91%) | 1181 (8%) | 90 (1%) | 29 66

5 of 90 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 23 VAL
1 B 23 VAL
1 C 23 VAL
1 D 23 VAL
1 E 23 VAL

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 A 678/706 (96%) 673 (99%) 5 (1%)
1 B 678/706 (96%) 677 (100%) 1 (0%)
1 C 678/706 (96%) 673 (99%) 5 (1%)
1 D 675/706 (96%) 671 (99%) 4 (1%)
1 E 678/706 (96%) 673 (99%) 5 (1%)
1 F 678/706 (96%) 675 (100%) 3 (0%)
1 G 678/706 (96%) 677 (100%) 1 (0%)
1 H 678/706 (96%) 676 (100%) 2 (0%)
1 I 678/706 (96%) 675 (100%) 3 (0%)
1 J 678/706 (96%) 676 (100%) 2 (0%)
1 K 678/706 (96%) 676 (100%) 2 (0%)
1 L 678/706 (96%) 676 (100%) 2 (0%)
2 M 696/837 (83%) 687 (99%) 9 (1%)
2 N 696/837 (83%) 691 (99%) 5 (1%)
2 O 696/837 (83%) 692 (99%) 4 (1%)
2 P 696/837 (83%) 695 (100%) 1 (0%)

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

Percentiles

Mol | Chain Analysed Rotameric | Outliers
2 Q 696/837 (83%) 692 (99%) 4 (1%)
2 R 696,/837 (83%) 691 (99%) 5 (1%)
2 S 696,/837 (83%) 691 (99%) 5 (1%)

All All 13005,/14331 (91%) | 12937 (100%) | 68 (0%)

5 of 68 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 Q 377 ARG
2 R 331 LYS
2 S 579 LYS
1 H 309 ARG
1 G 556 ARG

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 149
such sidechains are listed below:

Mol | Chain | Res | Type
2 P 875 ASN
2 S 435 ASN
2 Q 276 GLN
2 Q 778 ASN
1 I 723 HIS

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 monosaccharides in this entry.


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

Of 12 ligands modelled in this entry, 12 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)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-29328. These allow visual inspection
of the internal detail of the map and identification of artifacts.

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

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

6.1 Orthogonal projections (i)

6.1.1 Primary map

6.1.2 Raw map


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

6.2.1 Primary map

X Index: 128 Y Index: 128 Z Index: 128

6.2.2 Raw map

X Index: 128 Y Index: 128 Z Index: 128

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: 121 Y Index: 131 Z Index: 141

6.3.2 Raw map

X Index: 126 Y Index: 131 Z Index: 141

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 surface views (i)

6.4.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 1.9.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.4.2 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.

6.5 Mask visualisation (i)

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


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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7 Map analysis (i)

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

7.1 Map-value distribution (i)

Map-value distribution

4 — Voxel count

Recommended contour
level 1.9

Voxel count (logl0)

0 T T T T T
-4 -2 0 2 o 6

Map value

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


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

Volume estimate

300000 A

250000 -

200000

— ‘olume

150000 - Recommended contour
level 1.9

Vvolume (nm?3)

100000 ~

50000 H

0 T T T T T
-4 =2 0 2 4 5]

Contour level

The volume at the recommended contour level is 643 nm3; this corresponds to an approximate
mass of 581 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
Raw map RAPS
Reported resolution

_6 T B73A*

Intensity (logl0)

=10 4

_12 -

1 I I 1 1 I I 1 1
0.000 0.025 0.050 0.075 0.100 0.125 0.150 0.175 0.200
spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.149 At
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8 Fourier-Shell correlation (i)

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

8.1 FSC (D

FSC

1.0

0.8 1

Unmasked-calculated
FSC

0.143

[ — [}5

==+ Half-bit
Reported resolution
673 A*

Correlation
=
(=]
i

=
T
I

0.2 1

D.ﬂ T T T T T 1 I - T
0.000 0.025 0.050 0.075 0.100 0.125 0.150 0.175 0.200

Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.149 A1


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

Page 45 wwPDB EM Validation Summary Report

EMD-29328, SFENW

8.2 Resolution estimates (i)

Resolution estimate (A)

Estimation criterion (FSC cut-off)

0.143 | 0.5 Half-bit
Reported by author 6.73 - -
Author-provided FSC curve - - -
Unmasked-calculated™* 11.12 | 20.70 12.89

*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 11.12 differs from the reported

value 6.73 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-29328 and PDB
model SFNW. Per-residue inclusion information can be found in section 3 on page 8.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 1.9 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


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

1.0

0.0
M <0.0

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

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (1.9).

HRLDWIDE
WF

PROTEIN DATA BANK
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9.4 Atom inclusion (i)

Atom inclusion

1.0
o
= 0.8 1
W
=
T,
E 0.6 4 I —— Backbone atoms
£ All non-hydrogen
E atoms
=] Recommended contour
)
o level 1.9
S 0.4
=
g=
]
[}
o
E 0.2 1

D-ﬂ T T T T T I

—4 -2 0 2 4 ¥
Contour level

At the recommended contour level, 66% of all backbone atoms, 40% 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 (1.9) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All I 0.4001 . (0.1870
A . (0.3030 . 0.1790
B . (0.3445 . 0.1840
C  0.5372 . (0.1950
D m 0.5225 . (0.2000
E . 0.3897 I (.1880
F B 0.4128 . 0.1900
G . (0.4082 . (0.1880
H B 0.4503 . 0.1930

I m 0.4535 . 0.1920
J . 0.4246 . 0.1920
K B 0.4544 . 0.1920
L . 0.3173 I (0.1890
M . 0.3824 I (0.1870
N . 0.3939 I 0.1850
@) . (0.3418 . (0.1760
P . 0.3697 . (0.1820
Q . 0.3831 . 0.1820
R . (0.3469 . 0.1820
S . 0.3683 . (0.1830
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0.0
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