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

Validation Pipeline (wwPDB-VP) : 2.49



https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
https://www.wwpdb.org/validation/2017/EMValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#references
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 3.10 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Clashscore N | - 9
Ramachandran outliers IS 0 D 0.1%
Sidechain outliers I ] D | 6%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric Model-Map Fit Percentile Ranks Value
Q-score I | | N 0.488

Worse Better
I Percentile relative to all EM structures

I Percentile relative to EM structures of similar resolution

Metric ‘Whole archive EM structures Similar EM resolution
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 14724 ( 2.60 - 3.60 )

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the map. The red, orange, yellow and green segments of the bar indicate the fraction of residues
that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria respectively. A grey
segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 A gyy | — T TR
1 B gy | — T TR
1 D 1887 —_— 77% 15% 1%
1 F 1887 —_— 77% 15% 1%

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

Mol | Chain | Length Quality of chain

1 I gy | m— 7 TR
1 K g7 | — 7 s T
2 C 2051 == 80% 18% .-
2 E 2051 == 80% 17% e

2 G 2051 == 80% 18% .-
2 H 2051 == 80% 18% -
2 J 2051 = 80% 18% -
2 L 2051 = 80% 18% -
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 178206 atoms, of which

156 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 Fatty acid synthase subunit alpha.

Mol | Chain | Residues Atoms AltConf | Trace
! A 1750 ;FBO()’?SIQ 86C20 221\537 26050 Pl) 581 0 0
1 B 1750 E&Og?; 8602() 221\;7 26050 1; 581 0 0
! b 1750 Eﬁog?; 8602() 221\;7 26050 1; 581 0 0
! K 1750 Eog?é 8(%0 221\;7 26050 fl) 581 0 0
! d 1750 E%ngé 8(%() 221\;7 26050 fl) 581 0 0
! ! 1750 E%ngé 8602() 2;\5197 26050 fl) 581 0 0
e Molecule 2 is a protein called Fatty acid synthase subunit beta.

Mol | Chain | Residues Atoms AltConf | Trace
2 G 2031 ;F;Qt?; 10343 2(15\;7 30021 586 0 0
2 ¢ 2031 350;?; 10343 26N57 30021 586 0 0
2 b 2031 350;?; 10343 2(15\;7 3(())21 586 0 0
2 L 2031 ;FSOS;?; 10(2}43 261\;7 3(%1 5S6 0 0
2 H 2031 350;?; 10(2}43 261\;7 3(%1 5S6 0 0
2 J 2031 350;?; 10243 261\;7 3(%1 586 0 0

e Molecule 3 is NADPH DIHYDRO-NICOTINAMIDE-ADENINE-DINUCLEOTIDE

PHOSPHATE (CCD 1D: NDP) (formula: 021H30N7017P3).



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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NDP
z:Tj S
>
W 'ix 3 Fdﬂ
. I[ o
43____-7_:{
HO }_ )
‘.:::‘.___7‘/."}— _/: )
Mol | Chain | Residues Atoms AltConf
Total C H N O P
3 A 1 74 21 26 7 17 3 0
Total C H N O P
3 B 1 74 21 26 7 17 3 0
Total C H N O P
3 b I 74 21 26 7 17 3 0
Total C H N O P
3 K 1 74 21 26 7 17 3 0
Total C H N O P
3 F I 74 21 26 7 17 3 0
Total C H N O P
3 I 1 74 21 26 7 17 3 0

e Molecule 4 is FLAVIN MONONUCLEOTIDE (CCD ID: FMN) (formula: C;7HaN4OgP).
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FMN
HO—P—OHow
o5 O‘:'s
‘Ho ‘L
}:;’JI OH:.L
= ,./_’:I\OH:.
:3'._1‘.\.\\:3//::\\ \ /N‘U ’:_',_j_‘\i..‘_\\ P O-:-z
“\ ’ /Lff._‘ - Lfl ,'LH
i - N o]
S
Mol | Chain | Residues Atoms AltConf
Total C N O P
4 G 1 31 17 4 9 1 0
Total C N O P
4 C 1 31 17 4 9 1 0
Total C N O P
4 k 1 31 17 4 9 1 0
Total C N O P
4 L 1 31 17 4 9 1 0
Total C N O P
4 H 1 31 17 4 9 1 0
Total C N O P
4 J 1 31 17 4 9 1 0
gPDB
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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: Fatty acid synthase subunit alpha

15%
. I - —
Chain A: 77% 15% - 7%

SIBEERTITREABE SRR R8T TIRSITTETEE 28
oA (SR o M= HCoA o B = = o < =X ~ >

OOV PPPP0PPPPP0P 9099090090909 9090000000

COOPPPPPPP0PPPPP0P0P90909909090909909909909909090990999099999999995999999%99%99 90

T171

< N ™ @
~ o o o
— IS N
a MoMm -

OO PPPPPPP00 0000000900999 P090909090990909099099099099999999999999%999%99%9%9%9%99%990

S23.
w2
P257
L266
A268
N271
P273

Sy © N o
B4 "
OO0 O0O0OOOO <>

[=3
o
o
=

COOPPOPO 0O VO 9090900000

o
©
=}

Q344
D353
R359
E364
R400
T401
F402
D403
2409
Q411
L413

R340

K481
P488
G498
K505
R520

R430
E431
|
E435
|
1439
|
R442
|
1448
|
T471
|
N479

R641

<>
o I~ 00 ~ o] ~ @D ~ © co - (223 - oM o N
-I-z-w-%-s-:lzlﬁ-ﬁlﬁ-m glggg-s-g
> wnuH A wn Eocm|mH o=EX B HEE == X >
<> OO0

|
D836

| se40
E841
|
L844
|
T848
|
S855
|
1868
1869
T875
G
L877
|
N881
|
A885
i
1888
|
V893
M901
|
D925
V933
|
K937
R944
|
T950
|
V953

M838
Y839
R894
T895

D288
M290


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

EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 8

]
0ZTTA
61CTA

]
80CTA

]
002TI

|
S6TTY

|
T6TTL

]

88T1h

€LTTT

o

8GTTd
LSTTI

o

€TTTH
|
6TTTH
|
CITIN
|
L0774
90TTI
]
€80Td
28014

€L0TL

o

6E0TI

SEOTL

0E0TM

F

6T0TI
[ sronA |
L1074
]
otToTd
60071
|
TOOTA
|
S66'T
|
L86N
]
861
1864

S8ETH
¥8ETL

€LETYH
L9€TYH
S9ETN
C9€Td
8SETH
LEETA
9CETI
€TETH

9TETA

<>

YIETL
€1€1d

LOETL

SO0ETD

€0€TH

T0oETd

C6TTI
T6CT1

88CIN

28CTL

6.2T4

vLCTI

TL2TD

vozT1d

892TYd

8ETTA

YETTH
€ecTd

62CT.L

9zTIs

€eerd

SCSTY

T2s1d

11814

60ST1D

90570
S0STh

€0STV

16714

6871

0 285171
98711

v8v1d

<>

TLYTH
0LPTT

L9911
(47458

(074745

¢

1

9EVTA

CEVTH

0EVTY

8CYTL

(47498

T2v1d

12157498

90V T

00%TI

LBETD
96ET

CT6ETT

LLOTA

VL9TA
€L9TA

7991V

L 4

CT99TA

VG971

TS9Th
8¥91h
SY91D
629TH
€C9TA
2191a
76STN

S8STH

€8STH

08ST1

8LSTH

9981y

€9STH

TOSTW

6551
8GSTN
LGSTI
9GSTL

F

CSSTN

0GSTa

SYST1S

CYSTH
T9s14d

€ESTI

@ S0

SLLTT

€LLIA

<>

L . . aa

-

TOLTA

18.74
PSLIA

15L78
0 08LTI

67LTL

LYLIV

YYLIA

TvLIN

>

9TLTT

b

COOPPO & GO G0 O O VPPV PPPPPP0 90 V999999990 9999999999999 9%9990

80.41d

86974

76974

18914

S89TA

2891

089TY

©
w
e
-
x

GS8TV

CS8TH
TS811

—
15% e 1%

8€8TH

77%

15%

o
M M
© 00
-
T o

TBLTL

€L8TH

e Molecule 1: Fatty acid synthase subunit alpha

Chain B:

e
b

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

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

6021

<
~
—
.a

OOV PPPP0P090 P99 90 0900900900909 9990990990990 9909999999995959999%999%9%9%9%9990

o ©
®
N
£

TLIL

062N

oel
©
N
[=]

o
~
o
A

TLeN

89TV

©
©
N
=

o
©
N
~

L52d

Ny
rel
I
=

OO POO0OO0OOOOO

€171

TI%0

607V
€0%a
20vd
TO%L
0074
v9ed
65€Y
£39ea
ved

oved

00€A

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 9

0 6€SS

9€SL
€SS

TSy
0zsy

S0SY
88%d
T8%%
6.LVN
TLVL
2i%4748
(444
B6EVI
Seva

eV
0evY

o

€€93

€T

0791

909a

COOPPPP O VOO0 000O0O0

€08H
208H
1084

66.L1
86.LN

6.V

68.L4

o

¥8LI
8.1
YLLT

0L.d

L9LY
¥9.a
9.1
SYLA
6£Ld
€ELT
CELT
TELL

8CLA

9TLD

TCLI

6T.LD

LTLK

80.LS

L6971

8891
189S

8L9A

€994

994

7964
€967

0561

vveu

Le63

€E6A

Ssceda
TO6KH
S681
684
€68A
8881
988V
188N

1,871

SL8L

F

€184

6981
8981

858M

9684
§68S

8781

7981

1984

6€84
8EBN

o o o

9€8d

2T8A

0T84

b & 4

S6TTV
T6TTL
88710

€LTTT

€2TT0
6TTTH
CITIN
80T1d
L0773
907TI

€L0TL

70TV

6E0TIW

SE0TL

0E0TM

92013a

6T0TI

L1074

0T10Td
60071

TOOTA

661

186N

861
1864

S9ETI

29€Td

8SGETH

LEETH

9CETI

€TETH

9TETA
st
PIeTI
€T€1d
|

LOETL

SOETD

¢

€0ETD

TOETd

6,214
i 2X49%
TLTTD
¥oc1d
85¢Tyd
8ETTA

YETTH
€ecTd

6CCT.L
92TIS
€eeTd

ozzTA
61CTA

80CTA

002TI

¢

< <&

¢

60STD

90STh
SOSTH

€0STV

16714

68714

@ oo

L8YT1
98%T1

A

TLYTH
0L%T1

L9711

(47458

(0747453

i

9EVTA

00711

LBETD
96ETH

CT6ETT

V8ETI

€LETY

L9ETY

VL9TA
€L9TA

7991V

CT99TA
YS9TI
TS9Th
8¥91h
S¥91D

0€9TL
6291

€T9TA
2¢191a
76STN

S8STH

€8STH

08ST1

8LSGTH

99814

€9STH

TOSTH

8GSTN
LSSTI

S791S

CYSTH
T9sTd

€ESTI

11814

SLLTT

<&

19L78
0 0§27

YvLIA

oL

9TLTT

[AZAX

80LTa

86914

76974

18914

S89TA

289TA

COOPPPPPPP & 00 00 O & 99090 V9999999990 990 9995999999 2999999990

OO POOO0OO o

08974

LLOTA

988TH
S§S88TV

CS8TH
T98TT

T€8TD
0€8TD

TBLTL

< & OO

6.8TA

i

12810

i

Fatty acid synthase subunit alpha

v.810
€L8TH

e Molecule 1

15%

—
77%

7%

15%

Chain D

.o

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-10420, 6TA1
0000000000000 000000000000000

wwPDB EM Validation Summary Report

Page 10

¢ ¢
¢ 4
¢ ¢
¢ ¢
¢ ¢
¢ ¢
hea|
4 ¢ M
¢ ¢ ¢
¢ ¢ [emws ¢ ¢
0 0 1190 0 0
¢ ¢ 607V ¢ 208K ¢ ouﬂg | epsTd “
M M ] ¢ 1084 ¢ 612TA S6ETH TvSTH [ osomi |
¢ ¢ £0%a | oos1 | ¢ [} | 19914 G89TA ¢
¢ ¢ si ¢ w1 i i ¢
¢ [z MNM ¢ 86N ] 1 €€STI 289TH ¢
¢ i onerr 3 ] Creora
¢ ¢ 1 ¢ T6LY e | | | SzSTV 08974
‘ ‘ wmmm I m.“m> SETTY m.hmﬂ.m - - ‘
¢ ooz ¢ 6384 ¢ 62 0961 mwma L9€TH amE t.mg SLLTT
I ] R i i Cosers wea  wew  eawEm
’ ‘ m.“mo = ¥v64 €LTT1 mwmﬁz I €LOTA €LLTA
£sTA ¢ oozt ¢ 60519 [ | ¢
ved | 0 29€eTd
¢ ¢ 8.1 ¢ ] 99TV
. : Le63 M 1 90s1B Cseos ¢
¢ ¢ $LLT i CE 908Th T99TA
¢ couE ¢ Eech ¢ \.mﬂm_ ST 1
{5 ¢ i £05TY 3911
“ ¢ mmma oumz EﬂE T5910 “
¢ “ mmg 6111 EEER 6871 m«ﬂ& ¢
To6H i 1 Cema ] ¢
’ ‘ [ | ZITIN 9TETA ’ 1811 SH9TH
¢ ¢ i moﬂﬁ HIETI 98v11 i “ T9LTH
- IR mo P i s o
1 £L0TL £29TA
- g ¢ i !
“ “ mﬂm< S0£T0 ﬁmﬁa Bmﬁm
¢ ¢ | 6E0TH ¢ voew ¢ Y6STN T
M M v ﬂmz | | £0£TH [ | QI
SE0TL | zoeta | 1Ly 38T
¢ ¢ yeai wm " 1181 [ | SmE EME | v8atd o
Do | 0£0TH £83TH
M M ] # 581 | | 262TT L9%TT [ | ¢ o5
“ “ mmm_.x - I 92073 ﬁmmﬁg - 08STT 6VLTL
€184 (5445 | 6.8Td | spLIN
¢ ¢ 88vd ﬁ [ ] } 88TIN [ | 8LSTH LyLTY
. 610 G SIOLE | 0vITS | I
¢ 4 1874 etk 8981 | sT0TA 2821l | | 995TY
¢ ¢ —— LTLR i L0 | 9epTA | ¥HLIA
¢ ¢ ¢ mmwz 1 mmwm | | ﬁmE [ | £9STH OI
otoTE ZeYTH | zosTH
¢ ¢ ¢ TLVL wm\.m 8Y8L 60071 $LTTT | oTevrd T9STH THLTY
$ M ¢ . 1691 1 | | 0EpTH | ogsTH
¢ ¢ ¢ 8771 1 981 TOOTA 1270 6Ty 6991 ¢
¢ ¢ ¢ ] RS [ | [ | [} 8THIL 85SIN ¢
v s 1%84 S661 85CTY [ | 18871
¢ 4 ¢ ] 1 | ovss [ | [ ] 12%1d 935TL
¢ ¢ ¢ Gz e 6€84 86N 8ETTA [ | — DR
¢ ¢ ¢ mﬂwu i e8Il [ | 1 ETHTN 0}
e | 2861 YETTH 233N
¢ vid ¢ ¢ | S 9£80 €geTd | oTeeTY 80.L1a
¢ ¢ ¢ Tevd [ | [ | 03570 ]
¢ ¢ ¢ ey ¢ zesn 62eTL 907 TH 86974
0 TLIL 0 0 o | | [ | [ |
¢ ¢ ¢ ¢ i o8y 92T 00%7T $69TA
| [ | [ | SSTS ]
¢ ¢ ¢ €11 ¢ ceom €081 €2zTd L6ETH | PSTL 18974

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 11

=1
882a

¢ ¢
¢ 4
¢ ¢
¢ ¢ ¢
¢ ¢ ¢
¢ ¢ ¢
“ “ TLTL “ “
: ¢ : s
“ “ “ “ 171 0+
¢ ¢ ¢ ¢ TI%h 594 !
@f os=mx ¢ ¢ ¢ Lo | ] 9880 “ ]
“ 5381V “ “ “ mmi g0l mﬂ? ¢ wmmﬁw
0. 4 ¢ ¢ o ¢ omwx “ mmmE
ZS8TH ¢ o ¢ ] 0zZZTA
¢ . ¢ ¢ ¢ 612TA
0 19811 W 0 0 0 00%Y 0 €08I 0 ]
“ . “ “ “ ﬁ"mq “ mwmm momg
p9ed ¢ 661 Hmm 002711
¢ < ¢ M ¢ [} ¢ 86.N [ | i
in M ¢ M 6354 ¢ [ | 0361 S6TTY
! ) b Sem 4 5, o [
¢ ¢ s ¢ ¢ | | ¢ 68.3 mmmﬁ
: N B R T .l% o s .+ X
¢ i T g6
m 8e81d mg “ m m 0% “ ores ﬁME + 0
9.4 “ ¢ ¢ ¢ «mt 5z6a ¢
“ .hnua 0+ “ “ “ 0924 “ 5000 0LLd hms mmms
¢ lw. E9N ¢ ¢ 0. M L9LV mﬂw._. mﬁmg
¢ : . B B : ia B "7
“ MMMH w mﬁ 0 0 0. hS mﬂﬁ MMMW_
¢ e} h ¢ ¢ oz ¢ esss | [ | |
¢ w _o//o o ¢ ¢ 0. mmt, mmﬁ €L0TL
¢ [} I~ | ¢ M 6£Lb 188N +
¢ 2 L ¢ ¢ 9galL (] []
¢ m 4 “ “ oﬂmx MMM,H_ 1187 mmmﬁz
“ MJ MM,_ “ “ mm@ ﬂmt. g.81 mmm:.
¢ - i 4 o 8z €184 080T
¢ '3 cen ¢ ¢ | 97D mﬂﬁ }
¢ % T€L ¢ ¢ 187 ] 8981 6T0TT
| ogd ¢ ¢ i 12L1 [ | | 8T0TA
¢ Z MM ¢ ¢ 6270 L ozs g58M LT0TY
= R Aad ¢ ¢ ¢ Hmi. r\.a % oﬂmm_
¢ ~ &7 | ¢ ¢ ¢ | LTLA G985 600TT
.o 120 ¢ ¢ ¢ 8vvL ] [] 1
¢ — | ¢ ¢ ¢ | 8048 8vel T00TA
¢ & i ¢ ¢ ¢ T . . .
= .. 1691 781 9667
¢ 3 = k “ “ 9gey “ mmﬁ wmm: ﬁmwm hmmz
e i S m $ = ¢ + -
e T ‘EmE o 4 ¢ T smm T

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 12

4 ¢
¢ ¢ oS
¢ ¢ ssu
4 ¢
4 ¢
4 ¢
. ¢ o
! o 6
. R R
¢ 1
¢ “ ¢ ¢ €171
¢ o M M ¢ ¢ Lens
| H 80410 ¢ ¢ ¢ ¢ r&
MMMW_ ] ¢ ¢ ¢ ¢ ¢ 607V
5751 26974 ¢ ¢ ¢ 1
i i ¢ ¢ ¢ £0%a
4 ¢
T6ETT S M ¢ ¢ sovd
| eySTH ] ¢ M ¢ ¢ cxa covd
wwmd T9STd 18974 0 0 S 0 0 OI 0ovy
gLETH mmm NEESE M ¢ ~ ¢ ¢ |
9ed
2 -: mwm; “ : “ “ “ ¢-
9 Y 1151d 28973 9581y 6021 e
EEEE - orsm | isora ¢ ¢ 58TV X M ¢ ¢ i
T e Tog : 5 ¢ ' sy o
e 9087h :us ¢ 0. “ ¢ ¢ 9%t wﬂma
505Th | ¢ ¢ 4
8SETH ¢
oo o mmm ’ s ¢ ¢ o
Leerd ] ] ¢ ¢ ¢ ¢
[ | 16514 99TV ¢ mm; ¢ ¢
seett 06wl goorn ¢ ¢ ¢
mmﬂg E uwmi ¢ L ¢ ¢ o=
9ﬂ§ ¢ v 9911 ¢ Ql “ ¢ 0.
moEn gl e “ = o ¢ “ “
UL ¥8v1a | A, 9N ¢
mﬁmﬂn 6%9TY ¢ = mmé ¢ ¢ 0.
LOETL ¢ mwma ¢ - i ¢ “ “ —
wo s : g moo s s
¢ o M 2 o ¢ ¢
S TLHTH 1 = - PoA ¢ ¢
" zoeta | 0LyTT £29TA ¢ n —.o/ [ | 951
10€Td [ | [} © ~ THL ‘ ’ [ |
] Bms z191a Bmm_ ¢ 2 Loomn ¢ ¢ omma
z6TTI [ ] 6€d
16271 mvmsw 98T wmmﬁx ¢ chbD ﬂmq “ “ mmmx
wwﬂﬂz (2442 €85TH 19478 “ TE8TH WJ ged ¢ ¢ mmﬁ
mwﬂ:. ¢ — ome ¢ o ¢ ossm = €ea ¢ ¢ 1853
i v WemmN  pemim ¢ g ceb M M o
m\.mE [ | wpmg LHLTY ¢ ] 1€l “ “ N mmvz
ZEVTH [ oea |
vL2T1 | TepTd 995TH I ¢ Wu 621 ¢ ¢ ¢ TLVL
| 0evTY | YOLIA ¢ = e ¢ ¢ ¢ wﬂS
T22Th | eTyIv £95TH ] ¢ = ox i M M M 7
| 8TYTL | zoami LT ¢ )
v9TTH [ ] T9GTH o 12d ¢ ¢ ¢ 2hhH
[ ] 127Td [ | ¢ 4 i ¢ ¢ ¢ 1
85TTH [ ] 899N 0 <L 811 0 0 5oy 0 6EVT
[ | STV 18811 ¢ = .. 111 ]
oo L e B - G e cmm ER T
PECTH | ¢ “ IS g o ¢ ¢ ¢ v
€€TTd 90%TH 2SSIN crird M < €11 M ¢ ¢ 0£VY
. e T ke S omim am
622TL 0011 0591a ¢ ¢ ¢ ° O ¢ ¢ ¢ ¢ ¢

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 13

o,

£e94

.

2T8A
01831
€08
208N
T08Y

66.L1
86.LN

T6LY

68.3

¥8LI
1841
VLLI

0LLd

L9LV
¥9.a
T9LT
SYLA
6L
€ELT
TELT
TELL

8TLY

9TLD

TCLI

6TLD

LTLK
8048
L1691

8891
189S

8L9A

€594

. .

vsed
€G6A

0561

vveu

LEGA

€E6A

S¢6a
TO6W
S681
684
£68A
8881
988Y
788N

L1871

S.81

€184

6981
8981

9988

878L

%81

184

6€8K
8EBH

9€80

& 4

6TCTA
80CTA
002TI
S6TTV
T6TTL
88TTh

€LTTT

€2TT0
6TTTH
CITIN

L0714
90TTI

TOTTS
L6011

€L0TL

6E0TI
SGEOTL
0E0TM

9z0Td

F

6T0TI

L1074

orotTd
60071

TOOTA

S661

L86N

¢861
1864

CBETT

¥8€TL

€LETYH

L9ETY

S9ET

29€Td

8GETH

LEETH

9CETI

€CETN

9TETA

P1eTL
€1e1a

LOETL

SOETO

€0ETD

T0€Td

C6TTI
16211

88CIN

¢8TTL

6.L2T4d

j2X49)

1 9X41]

8621y

8ETTA

YETTH
€ecTd

62CTL

92TTS

€eCTd

02ZTA

CYSTH
T9ST4

€ESTI

T151Q

60STD

90STh
S0STh

€0STV

T67TH

687 TYH

0 185171
98771

v8v1a

< &

TLYTH
0LYTT

L9911
[5i4745'8

(%7745

¢

1

9EVTA

CEVTH

0EVTY

8CYTIL

Tey1d

1457450

90% T

00¥TI

L6ETD
96ETIH

G89TA

289TH

@® 0000000

08914

LLI9TA
|
vL9TA
€L9TA
i

Y991V

T99TA

Y9911

@ SO0 <> <&

Nmmﬁa
6791
8Y9Th

S¥91D

629TH

€TITA

2191d

V63N

S8STH

||Iii

PO 9O & O P00 VPP PPPPPP0 90 V99099999 9999999999999 9%99%99%99090

€8STH

08ST1T

8LSTH

99STY

€9STH

TOSTH

699Td
8GSTN
LSSTI
98STL

F

CTSSTN

0SS1d

S¥STS

L 4
N
()
~
=
'-‘I

SLLTT

ELLTA

TOLTA

L8214

PSLIN

1SL13
0 08471
6VLTL

LYLTY

YYLIA

TPLIA
¢
¢

9TLTT

3

¢

80.1Q

86974

18974

€L8TH

©
0
0
—
4

948TV

CS8TH
TS8T1

8€8THd

TEBTD

0€8T1H

Fatty acid synthase subunit alpha

e Molecule 1

X

~

.

X

n

—

X

~

~
BN
n
—

—

)

o=

o

S

& 4

064

9.4

Yo%
EON

LSV

LYI
ovd

oA

1528

6ed

9¢eT
Sed

g€eda
zed
TeL

€11

oo

o o e e aaad

€STA

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 14

COOPPPPPPP00PPPPPP00P0P909 9099099099099 990909099099909999999999999999%99%99%99 90

@
o
N
ey

9021

<
~
—
a

OO PPPPPPP0P0P00P90P00 0900990900909 9090909909909909909999999999599599%999%99%9%9%99%9990

TLIL

06ZH

ool
@
N
[=]

o
~
o
A

TLCN

892V

©
©
N
=

o
©
N
~

LStd

Ny
Tl
N
=

< ©

E

£
OO0 O0O0OOOO

1574

TTH0

607V
€0%Q
2ovd
TO%L
0074
voed
65€Yd

£39ea

00€A

0254

S0S%
867D
88%d
1874
6.LVN
TLYL
8Y¥I
444"
6EVI
Sevd

25578
oevYd

o

¢
¢
¢
¢
¢
¢
¢
¢
¢

208
7084

> oo

66.L1
86.LN

T6LV

68.L3

¥8.LI
T8LT1
VLLI

0L.d

L9LV
¥9.a
T9LT
SvLA
6£LD
€ELT
TeLT
TELL

8T.LY

9T.LD

TCLI

6T.L0

LTLR
8048
1691

8891
1898

8L9A

€594

IELS

0 €€9d

vs64d
€964

0561

vvex

3

Leex

€E6A

+

Sz6a
TO6KW
S68L
7684
€68A
8881
988V
188N

L1871

G181

6981
8981

5688

8¥%8L

¥¥81

1981

6€84
8E8IN

9€80

[44°78

018}

€08H

S6TTV

T6TTL

88TTh

€LTTT

L2 4

€2TTh
6TTTH
CITIN

L0714
90TTI

T0TTS
L6071

€L0TL

+

6EO0TI

SEOTL

0€0TM

9z0Td

F

61071

L1074

orotd
60071

T00TA

S66'1

L86N

2861
1864

SO0

C9ETd

8SETH

TPETd

LEETA

9CETI

€TETH

9TETA

L 4

VIETI
€T€TA

LOETL

S0ETD

€0ETD

TOETd

26CTI
16211

88CTIN
28CTL
6.214
V.LTTI
TLTTD
vocTYd
85CTY
8ETTA

YETT
€eTTd

62CTL
92TTs
€eeTd

0zTTA
61CTA

80CTA

002TI

|
905Tb
508TD

€0STV

16714

6871

@ SO0

0 18711
987711

v8vTd

<

TLYTH
0L¥%T1

L9¥%TT

74745}

074745

9EVTA

CEYTH

07 TYd

8CTYTIL

£CYIA

114742

1157491

90%TI

00%TI

L6ETD
96ETI

C6ETT

¥8€TI

€LETY

L9ETY

S9ETI

vL9TA
€LITA

7991V

299TA
Y9911
TS9Th
8¥9Th
SY91D
62913
€TITA
2191a
Y6STN

S8STH

€8STH

085711

8LSTH

99814

€95TH

TOSTH

8SSTN
LSSTI
9GSTL

F

CSSTIN

0GSTd

CYSTH
19814

€ESTI

1157

60STD

oy

SLLTT

ELLTA

< <&

TOLTA

15.74

YSLTH

i

1SLTH
0 08.T1

6VLTL

LYLTV

TVLIA

i

COOPPPPPO & 00 90 O O V90909909V PPPPPG 990 9990909099990 2999992990990

TPLTA

9TLTT

[A7A%:

80.LTa

86914

V6914

18914

S89TA

289TH

08914

LLITA

9G8TY
SG8TV

CG8TH
19811

8€8THd

T€81D
0€8T1D

CT6LTL

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

i

Fatty acid synthase subunit beta

Page 15

< & oo

6.L8TA

11870

v.L81a
€L8TH

COOPPOO0OOO o

e Molecule 2

8%

18%

80%

Chain G

Lo o 4 o 2B R 4

@ OO GO0 GO O G O O OO O V90900

261
i
88T
i
%81 ..
144\
Y.d _
e \.mwm
- 6024
S91 -
Cve ogta
sox Ceam
- JMHH
091
- ¥8TA
¥9d -
08TA
6LTL
i
9LTT

Ea ¢

i

85TV

E€VIS

Tl

A
HHH

€ETY

4458

14209

E€TH

@ 0 < & 4

60TT

L4 SOTV

T0TI

961

st
-

18€D

8LEN

TLEN

0LET

99€A

98CL

13

78Ty
€8CI

6.LTL
8.LTA
LL271
792y
192D
09zd
6SCL
6¥CA

igas
Eizdi]

8€TO
S€Td
vecI

L%SI

€%54

623N
8¢8I

9151
ST57T

90Sd

€0Sa
2081

06%M

88¥%A

6.1
8L%Y

> &

89%1

[4iAn
T9%a

0S¥%4

SEVY

CEVT

[dvat

OO & & o o

L8EX

6991

TO9M

839N

w359

059N
6791

1994
9oL
S79S
1791
€299

61971

6€8d
8E8Y

9€8K
GE8L

8183
118V

T18A

808V
1081

9818

YLLY

6948

99.1

€9.1

85,4

TS.L1

LV.H

Tv.H

6€LD
8ELD

9€.LY4

YeLD

T€LD
0€LT

LTLI
9TLA

ATA
669D
7694

T69Y

000TI
G661
€660
2663
1664
7864
0861

‘ 9.6d

i

7961
9563
wsen
{478
6164
ST6Y
0068
6684
8680
968N

2681

881

T8I
6980
7981

0984
6G8L

9G8)

981
€98d

8¥%8S

9%8A

¢

0 €2T1a

80TTd

90T1d

o o

2601d
98011
¢80TI
LLOTI

690Td
89014

75011
€50TI
2S0TD

67010
8%0TA
L%01d

LEOTS
9€0TD
SEOTM

€€0TS
ce0Ta

¢
¢

12011

710Td

TT0Th

TootTa

69211

L9TTM

S9CTI

[4:14%¢

(444"

0 wﬂﬂE
= R

cveTd

¢

Lzetyd
9CTIN

TCCIH

LITIN

11211

20ZTh
TOZTA

> o

L6TTT

S6TTA

€6TTL

68TTL
88TIN

C8TTA

08TTW

LLITS

vL114
ELTTA

0LTTI

89TIN
9GTTD
0ST1Y

[442%1

¢
¢
¢

ETVTYH

TI9T4
0T%T4d

¥6€TD
06ETA
98ETL

€8ETN
Z8ETA

9LETY
YLETL
olera
99€T1
YSETS
CSETH
TSETA

0SETT

6EETA
8EETL

9€ETH
0€ETD
SceTd
2eeTd
L1€74d
vieTy

otera
60€TH

C6CTI

€L21d

& 4

6€9TH

L

8CITH

0Z9TL

76S1d
06STY
6LSTI
9.STd

G9STA
Y9STH

TOSTN

0 S95T4

9¥STL
SPSTA

LESTI

CISTH
T1STS

60STD
90STA
86%T.L
0671
S8YTD

[4siAny
8%1S

SLYTH
ZAA%

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 16

[ erozy
§T0CL z6d
EmS ]
881
0T0zZA 4
momux ¢
TZTN
coa NN ss67a oz ‘=
| 88LIvV TT6TL 0 clen 6ZSA 0
L8L1V | ‘ ’ LGl [ 7= 8251 1190 Cuesn | 00071
98.LTH 80610 ¢ [ | 0L€7T 1 9E8A [ | ¢
[ | ¢ o611 LL6TH ¢ 604 [] e 1 9g8L 96611
T8LIL 906TV 9,674 - 99EA S191 0,94 - I €211a
[ | 1 [ | ¢ 0614 1 6991 818) €660 ¢
8110 663TA €615 esmi | ¢ TR [] 118V 266
i: 39T 8811 1664
qLLTD LS M | ved [ | oee i ol TI8A [ ]
| % ¢ €93 v8IA ¢ £osd 1 [ | 5864
2081 099N
¢ loum 1 “ . | oﬂ; o e 208y .
] GIEE X 091 aven 1081
mmmﬂ I 3 ﬂmm mm:. 01 ¢ 1994 NME
9991 %96
2sLTd “ ¢ D2HI Teed ﬁ av9s |
ozed
TSLTI ¢ OI (] o [ | ¢ 9563
1991 | qged |
¢ “ Erey mmﬂ | 98.8 7564
¢ 69TA [ | e €299 [ | [ |
¢ ¢ ¢ \.m.mu [ | YLLY Zh6L SO
6191
M ¢ “ ¢ 8623 ¢ 8198 mﬂpm mﬂm» | Loms
¢ : N G 1 (] 1 90113
¢ ¢ 96cA ¢ LO9A 99L1 ST6V
¢ o | sezs ] ] ] ¢
“I ¢ Yhd E5EY vezA wmﬂ $09d mmt 006b mmmE
£va | g09s | 6684
¢ ¢ < ¢ ¢ 0* Z9%L 209A 854 8680 98071
¢ koS N sezn 1970 | | ey i
¢ ¢ Ra) M ¢ I [} ommc THLH mmmz Nwm:
0874 | ovsH |
¢ = ¢ 9821 165d 6ELD 2681 L2011
¢ w ¢ | gsea ¢ | oesd 8€LD |
e 2 €918 82y 6854 L $88T ¢
i ¢ = N ¢ mmmH P | 888 [
=) 1881 | g |
n
oomd « N M 6421 wmﬂ 9891 8D ¢ 5071
T ¢ L ¢ 8.ZA 3833 [ | ZJ6T £50T1
] ¢ Lnua ¢ vel R pmS ¢ wmmm T€L0 ]
0%8TA e 698a
k 6e81Th ¢ g ST L ¢ e 25t L ]
SEeTd 888TH ¢ IS ¢ | | | LTI 7981 67010
1 1 ¢ 0 ¢ veTA 1929 2LSN 9TLA 1 8%0TA
T69TH £E8TA ¢ = 09zd ¢ i Lsmb 0984 \.wmg
= 6521 9393 ¥1.8 i
e i -rall ¢ g ¢ ¢ i R = i : seors
[] ¢ ¢ s 6vCk 799D 6699 9583 9€0TD
m:.m:_ Ji85s ¢ ¢ LWJ ¢ ¢ [ | = ¢ cssn | gesH SEOTM
et 9181V = ¢ ¢ e ¢/ cova | [ | ¢ vs8T [ weort
1 [] ¢ ¢ < sveh 6v5d i €€01S
oL91o E18TY “ ¢ = ¢ ot ¢ i “ o [eved | 7694 I
TI8TA AP 8ETH 1%ST | |
i 11878 N » ¢ 6011 ] [ | 169V ¢ ¢
L9971 ¢ 878s
15021 [} geed voaN | vsy ¢
Mww% ¢ OI ,M.up ¢ E0L] LS 18ER ekl ¢ 9v8A 12011
[ | N ) (@) | HWS 98e1 [ |
G 5081V 88021 ko] o T0TT ] ¢ 989d $10Td
ssora i ¢ 1 S g f R 180 e |
189TT ¢ rosua 50Tk M < ¢ [ ] €80 Z10Th
| | 008TV STBIN < 961 ¢ 8LEA €€9T 6£8d | |
55974 [ | [ | ¢ ° (@) [ | [ | | gesl | 8£8) 1007

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 17

’ €.L21d

69211

L9TTM

S9CTTI

cveTd

LeeTd

T2CIW

LTITIN

11211

[414%]
[447409

0 8T¥1a

€Tv1Yd

11914
0T¥1Td

v6ETD
06ETA
98€T.L

€8ETN
Z8ETA

9LETY
YLETL
0Lge1d
99€T11
YSETS
CSETH
TSETA

0S€TT

6EETA
8EETI

9EETH
0EETD
SCETA
zeerd
L1€T4
vietd

orera
60€Td

b

g
M ¢ ¢

L9911

v991d

6E9TH

L

8C9TH

v6ST1d

06STY

6LSTI

9.STd

G9STA
Y9STH

TOSTN

SGSTY

SPSTA

LESTI

CISTH
TISTS

60STD

90STA

86%TL

0671

S8%TO

[4siAny
18%1S

SLYTH
ZAA%

mmmﬁq
T8LTL
8LLTH
SLLTD
0 29,78
6SL1S

SGLTI

[4VAXS
TGLTI

¢
¢
¢
e
¢
¢
¢
¢

8ELTA

9ELTN
SELTY

0eLTY

90LTI

TOLTL

LB9TH

S69Ta

T69TM
069TA

8LITI

9L9TH
€L91d
04919
L9971
99974
S99TA

659TH

668TA
868TA

96810

068TN
688TA

0%8TA
6£8TH
8EBTH

E€EBTA

@ 000000

TETA

L1818
9181V

€181V

CI8TA
11814

S08TYV

T08Ta
008TV

68LT4

L8LTY
98LTH

1861d

LL6TH
9L6T4

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

<>

0 €€6TT

0 TE6TT

>&

ST6TN

TT6TL

8061a
0 L0671

9061V

19021

8€0CI

S20CTA

ST0C1
71021

0TOTA
60023

Fatty acid synthase subunit beta

e Molecule 2

17%

80%

8%

Chain E

264

881

781 A.
¢

YLd
€La

€94

Lo 2 2 2 2 R 4

091

¥Sd

A 4

SPL
¢

> 0 o <& oo ® & <&

Tl

€TH

L

@ OO COPO VO G O O O OO O V9%

<>

1

T2eN

1

PARACE
6024
0674
78TA

087X
6.L11

9LT1

691X

8GTV

1113

EVIS

EETY

iZ4%

1

PI1L

6071

1071

3

961

8LEA
CLEN
0L€T
99€A

€EED

Lze8
9zed

ETEV
L0€D
868

L6cd
96CZA

62

68CM

98CL

13

¥8cy
€821

6,21
8.LTA
L.21
¥92u
192D
092d
652l
6YCA

9vCT
feizdi]

8€TO

Se€Td
vect

T€TT

01
vesa
€€ST

62SA
8CSI

9TSL
G191

90Sd

€08a
2081

067M

88YA

6LVI
8.%d

&> oo

89%1

T9vL
1970

1

0S¥

SEVY

CEV'T

2o%1

OO & & o o

L8EX

T8€D

§.9d
V.94

0,94
6991

TO9M

859N

7590

059N
6791

L%94
9%9L
S%98
1991
€290

6191
8193

L09A

709d

209A

965D

T6Sd

6894

18SI
9891
9893
78sS
T8SL
LLST
CTLSN
735D
6%Sa
L¥SI

it
€¥Sd

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-10420, 6TA1

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe

wwPDB EM Validation Summary Report

Page 18

20Tk 26
|
¢ st
|
0 $81T 0
ST0ZL ¢
¢ ng . o\.m& ﬁmﬁ ¢
8€8) To01a T ¢ 122N
8v10 L9911 01024 1
| uesy 0007I 99974 60021 0 ‘
9g8A | ¢ ¢ uwﬂﬁm 999TA [ | ¢
sesL 9661 (] 91674 i
1  pesa ¢ sera 18918 b o 186Td ¢ 1
818y €660 U i F | 6024
118V 2663 | S ol 68474 ¢ n: 591 ]
[} T664 G9aT1 A [ oved | 0614
TT8A [ | S 84TV LL6TH €931 | esTi |
() 5864 L9TTA 984T 9.614 [ | 8811
808V muI | ¢ L0611 | R 091 [ |
\.ma ¢ [ Smﬁ —— N £L61S @ ﬂmm wmg
z6.d 961 ¢ w\.ms mmﬂg ¢ ¢ 08TA
mﬂmm ¢ SLLTD SCSER ¢ mmE.
¢ e | [} se81b ¢ ¢ 9.11
L9178 9681l ¢
9818 s6A Leety £TvTY ¢ ] :
i 1 801Td 1 T | 068TN ¢ ¢
S w6l T2z 11974 63L1S e ¢ ¢
] | | | Lot1s 0THTd | | ’ ’ 69T
6918 6164 S0REd ¢ GaLTT M
] | i ¢ ¢ | ¢ - N
9941 mm% Nama e zaLta ¢ ¢
] FEET TSLTT
. MMMW wwmﬂ ¢ ] ¢ “ @ ¢ ¢
me 8680 28011 ¢ omm:. v6STE L36Td ! * 83TV
1 I t.mﬂ cogit £8eIN ommﬁm M ¢ < ¢
Tv.H mﬂmz [ BJS mwm§ (| ¢ ¢ + ¢
1871 =
g mw ommmm 5 e 8 i e z ¢ ¢
8€.9 | ¢ S6TTA ] - ¢ 558 =
e Ve I ozg1a i Pz 1 ¢ = ¢
i T e 8 7§ - F
99ETT
¥ELD 75011 68TTL 1 | ¢ wr 0} L ¢ - Evts
1 ELsT hedis e LEAA Mwwwm ¢ 9811 ¢ s ¢
[] 25070 | e < ¢
TELD 0GET ] 0 [ =
i i GEa1 T L ] ot 6va1 =
1741 7981 8eeTI earH B N n ¢ EETY
o121 i 8v01A i wzeemm ¢ o ¢ - I
L g 0984 Lv010 LLTT8 9EETH 1 ¢ = ¢ 7451
1.8 6381 1 | ] ¢ oeLTH ¢ ¢ ssom g
LEOTS YLT14 0EETH - ’I ‘ ‘
s N cees vert 0L N z ¢
6£8TD = PITL
[ weorT | OLFFL | | TOLTL 8E8TH oEEsEN o ¢ ETH “
HHOS 4 mmmE 18511 i [] ¢ resr1 A N
] . L69TH £E8TA ¢ ¢ & R
S3HED | ¢ S691a T€8TA ¢ ¢ o N ¢
| yIETYH ¢ seend — 24 60TT
0577 05 i | ¢ = 3 ¢
1 | ] 069TA L1878 O — 1
T oT€Td 90STA || 98TV ¢ < — 1011
$707d 60£Td ] G 1 ¢ 8€02T 3 k=
| etomd 86711 [ | €181V S < 0*
210Th ¢ ¢ [ | £.97a T18TA ¢ ¢ = 96T
1 ¢ 0673 [ ] 11873 ¢ ° @) [ |




EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 19

8LEN

CTLEN

0LET

99€A

€€ED

0EEN

LT€8
9zed

eTey
L0€D
8623

1624
96CA

76T

6821

9821

1}

¥8cy
€8CI

6.LTL
8.LTA
LLT1
¥92d
192D
092d
6521
6%CA

921
Eizd]

8€TO

S€Td
vecI

T€TT

veSaQ
¢ .

1190
62SA 1
8251
| 0298
9781 6991
S191 | |
[ | ﬁmws
908d
| | 859N
£08a | |
20ST HS9A
1 1
067M 0S9N
s | 6v91
e Cweo
| | L¥94
6.LYI 9%9L
8LvY %98
]
¢ %91
¢ |
€290
¢ ]
6191
89%1 wﬁwm
| L09A
°ovL [ ]
ﬂwn %09d
0S4 Z09A

969D

SEVY 16Gd

CEVT

= < 0 O~ [
w0 0 W0 W w &)
1= 0 X adH

OO & & & o

LLST
CTLSN
T
45 jasip)
_ 6750
88k | sved
w“mq NmmH
78€D €784

6€8d
8E8Y

9E8X
SE8L

81834
L18Y

T18A

808Y
L08I

26.Ld

98.8

YLLY

69.S

99.1

€9.LI

85.4

T¥.LH

6ELD
8€LD

9e.L4

YELD

TeLD
0ELT

LTLI
9TLA

v1LS
669D
769K

T69Y

989d

¥101d
ZT0Th

T00Td
000TI

G661

€660
2664
T664

7864

7961

9564

vS6n
[47{A%
6164
ST6Y
0060
6684
8680
968N

2681

7881

TL8I
6980
7981

0984
6581

958}

981
€98d

8¥8S

9¥8A

€2T1a

< & oo

80TTd

9071

¢

260Ta
98071
280TI
LL0TI

690Td
89074

%5011
€90TI
[4:{0) 7o)

67010
8%0TA
L%01d

LEOTS
9€0Th
SEOTM

€E0TS
2e0Ta

12071

2¢6CTI

€Le1d

69211

L9TTM

S9TT

[444% ]

12214

T2

LITIN

11211

20ZTh

> e

LBTTT

S6TTA

€6TTL

68TTL
88TIN

C8TTA

08TTI

LL11S

ZA%%T
ELITA

0LTT1

89TTN

9STTD

0STTY

CYITT

63910
7514 | ssord
18971
¢ |
%3974
TShIT
|
zeYId
|
TTHIL
|
0 8171a
|
£THTH
4270
TTYTd
oTHTd
¢ v6STd
|
V6€TD 065TY
| |
06ETA 6LSTI
| |
98ETL 9.G8Td
| |
€8ETN S9STA
C8ETA Y93TH
T8ETA 1
[ | T9STN
9.LETY [ ]
[ asgrL e
BLETL
|
0.£1a
woﬂfq mwmﬂw
vmmﬁm L€STT
| eser1
TSETH
TSETA
0SETT 52STS
| |
6£€Td TISTH
8€ETT 11578
| ey [ oramy
9EETH 605TH
| |
0€TH 90STA
| |
szeTd S6VTL
| |
zzeTd 0671
| |
L1ETH 38710
| |
YIETH z8V1S
| | 18518
0TETa [ |
60£TH SLYTH

L8LTY
98LTH

z8LIL
8LLTD
SLLTD
0 29,78
6SLTS

SGLTI

¢SLTd
TSL11

<‘><l><‘><l>iii<.><l><l><l>

8ELTd

>

9ELTW
SELTY

0€LTY

90LTI

TOLTL

L69TH

S691Q

T69TM
069TA

8LIT

9L9T
€973
0L91D
L99TL

99914
S99TA

TI6T1

80610
L0611

9061V

663TA
868TA

PO COPPPPPPPPPPOG O & 00 990 O 9090909090990 2990

968TH

068TN
688TA

TL8T1

99874

658Td

3

SS8TI

05818
678TY

0%8TA
6€8Th
8E8TH

€EBTA

TESTA

L1818
9181V

€181V
CI8TA
11874

S08TY

T081Q
0081V

68.LT4

<>

S102L
1021

0T0CTA
60023

186Td

+

LLETH
9,614

€L61S

L56Td

ST6TN

e

Fatty acid synthase subunit beta

e Molecule 2

R LDWIDE
PROTEIN DATA BANK

w_ 0



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 20

18%

80%

8%

Chain H

<>

264

881

OO0 & o

S91

< < <>

ShL

<>

1113

& 4

¢} <
> 0 o <>

~
3

@ OO VPP GO O G O O OO O 9%

TZCN

L12d

6024

0674

88TI

¥8TA

087X
6L11

9LT1

69TA

8GTV

eVIS

E€ETV

iZ4%:

1

PIIL

60T

SOTY

T0TI

3

961

8LEN

CLEN

0LET

99¢eA

0EEN

9zed

eTey
L0€D
862H
1624
96CTA

v62A

8Ty
€8CI

6.LTL
8.LTA
L.21
¥92d
192D
092d
6921
6%CA

9%2¢1
fsizd0]

8€TO

Segd
vect

¢

vesa

625N
8281

9181
G191

908d

€0Sa
20ST

0671

887%A

6L71

T9%a

OO & & o o

L8EX
98€T

T8€D

1190

1

0,94
6991

TO9M

859N

759N

059N
6%91

Ly94
9%9L
S798
1991
€290

61971
8193

L09A

709d

209M

965D

16Sd

6834

18SI
9891
S8SY
¥8SS
LLST
CTLSN
9GS)

795D

0 €9SN
650
1%SI

€%Sd

9€84
SE8L

81831
L18Y

T18A

808V
L08I

26.d

984S

YLLY

69.S

99.1

€9.1

85,4

T¥.LH

6€LD
8€LD

9€.LY

veLd

1eLD
0ELT

LgLd
9¢.L4

LTLI
9TLA

¥1Ls
669D
7694

T69Y

989d

€660
661
T664
7864
0861

9.6d

L

7961

9963

vsen
[47:AA
6164
ST6V
0060

6684
8680

968N
2681

7881

2.L81
6980
%981

0984
6581

96834

7581
€98d

oo

8%8S

978A

6€8d
8E8N

80T1d

90173d

¢

2601a
98071
2¢80TI
LLOTI

690Td
89073

75011
€G0TI
25010

6%0Th
8%0TA
L%0Ta

LEOTS
9€0Th
SEOTM

€€0TS

¥107d

ZT0Th
000TI

S66T

L9TTM

SOTT

veTd

LzT1d
12T

LITIN

11211

z0TTh

> e

L6TT1

S6TTA

€6TTL

68TT.L
88TIN

C8TTA

08TTH

LLT1S

i ZAN%]
ELTTA

0LTTI

89TIN

9GT1D

€cria

ETPTY

TI914
0TyTd

76ETD

06ETA

98ETL

E€8ETN
CTBETA

9LETY
VLETL
0LgTa
99€T1T
YSETS
CSETH
TSETA

0SETT

6EETA
8EETI

9€ETH

0€ETD

SceTd

2TeTd

L1€TY

vieTY

0T€TA
60€TH

6E9TH

L

8C9TH

v6s1d

06514

6LSTI

9.81d

S9STA
¥9STH

TOSTIN

0 §95TH

SYSTA

LESTI

S¢STS
60STD
90STA
86%TL
06713
98%10

2871S
18%1S

SLYIA
A2 A%

44!
[4:57411]
(44409

0 81%1a

¢
¢
¢
¢
¢
¢
¢
¢

8LLTD
SLLTD

L9.1d

B6SLTS
GGLTI

¢SLTd
TSLTI

9ELTH
SELTV

0€eLTY

90LTI

TOLTL

L69TH

S691d

TE9TM
069TA

9L9TI
€.91d
04919
L99TL
99914
G99TA

65910

LS9TI

v591d

968TH

068TN
688TA

0%8TA
6£8TH
8E8TI

€E8TA

TEBTA

L1818
918TY

€181V

CI8TA
11814

S08TV

T081d
008TY

68LT4

L8LTY
98LTH

€8LTT
T8LIL

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 21

|
LL6TH
9,614
|
€615
¢
¢
¢
¢
¢
¢
¢
“ 'K
¢
¢ S
1961d ®
¢
¢
¢
¢
¢
¢
¢
0 fav]
+—
<]
o)
0 €61 =
o 3
o]
¢ = 8
: ;|
¢ s
¢ =
¢ =i
¢ =
$ =
2
¢ >
=
<
M~
TT6TL ST0zL N S
[ | 71021 ©
80610 [ | ..|.u.
0 L0611 010ZX o —
9061V S00GH @
| 1 S B
668TA 1861d M <
86814 } -~
| Lestd ¢ ° O

264

881

781

OO & o

@ OO GOPO GO G G O O OO O 9%

12N

L

ATAC

- CTLEN

e | nen

0LET

i i

0674 SEER
e

88T

] ¢

8TA 0EEN

| 01

08TA

6.LTL 9zea

[ |

L

o
ma o
® o
A

691X eTey

< <
N~
QS Eo M
gk O

8GTV
| sees

9821

> & o
h 4
S

EVIS
€821

6121
8.z
12271
ey i
[ | v92H
A 1
1920
09zd
6521

PriL -
672X

&> oo
-

& 0 o
Y 5

921
Eizd}

6071 8€TD

S0TY agzd
[ | $ETT

1071 [ ]

1621

->
©
Sf

o

COPe & O o o

62SA
8CSI

9TSL
GTST

90Sd

€0Sa
08T

06%M

88¥%A

6L%1
8L%Y4

89%1

29vL
T9%a

13

0S¥

13

SEPY

CEV'T

i

ETPN

L8EX
98T

78€D

8LEN

1190 6£8d
1 8£83
[ esn
0,94 98k
6997 qesl
| |
739 818)
| | 118V
059N | |
6791 TT8A
2 |
1594 808V
9591 1081
S%98 | |
| | 26Ld
ﬂwH
€299 ¢
] 9818
6191 (]
8191 =
i ]
LO9A G
i i
%09d ST
| g0ss (]
209A T
i i
9639 ag/4
i |
169d TolH
| oesd v |
GESH 6€LD
I\.Mme 8.9
Sl 9e24
a8a)
784S ﬂ
i ]
LLST 1820
Nmmz omE
9TLA
- O et
%339 P18
0 €9SN [}
| | 6699
6750 [ |
| 8vad 7694
1¥S1 | |
| | 169V
€784
989d
$£5Q [ |

T00TQ
000TI

S66'1
€660
2664
T664
7864
0861
‘ 9.6d
i
7961
9564
vsen
Zv6l
6164
STev
0060
6684
8680
968N

2681

7881

T.L81
6980
7981

0984
6G8L

9683

981
€498d

8¥%8S

978A

s QI

‘ (41491

st umma

i

€211a GGHL gt

< & SO

L9TTM ’ A

S9CTH €171Yd
‘ 11714
01914

cvetd

76ETD

|
RME 06ETA

12T -
98ETL

<>
I--

|
€8ETN
TBETA
T8ETA
| |
9LETY
7155 A
vleTLl
| |
0L£Ta
[ |
16TTT 99€TT
6L i
S e
€6TTL CSETH
- TSETA
68TTL 0SETT
88TIN -
- 6EETA
STOr k k
\.wmﬂa 08TTH wmmg
LEOTS s Nmﬂ < 08eTH
9€0Td
] |
GEOTM qzeTd
YLTTd
| pE0TT o 1
€E0TS - zzeTd
Ce0Ta OLITT -
| 6otTd ZUEU

’ 89TTN -

0 [} PIETH
ﬁmm.s wmmﬂu oﬁ“ﬁo
$101d 0STTY 60€TH

Cenomt | }
21010 [4749%¢ ’

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-10420, 6TA1

wwPDB EM Validation Summary Report

Page 22

o 2 4

6E9TH

L

8C9TH

v6s1d

06514

6LSTI

9.81d

S9STA
¥9STH

TOSTN

0 §95TH

S¥STA

LESTI

TESTA

§¢STS

CISTH
T181S

60STD

90STA

86%T.L

06713

S8¥%10

28Y1S
18718

SLYTH
YLv14

98LTH

28L11L

8LLT0
LLLTL

SLLTD
TLLTT

0 19,13

SSLTI

CS.LT4
TSLTI

TvLTI

OOOOiOOOO

8ELTA

> e

9ELTH
SELTY

90LTI

TOLTL

L69TH

S691d
T69TM
9L9TH
€L974
04919
19971
99914
S99TA

63910

LS9TI

vs91d

8061a
L0611

9061V

668TA
868TA

96810

068TN
688TA

TL811
99814

658Td

S98TI

088TS
6%814

0%8TA
6810
8E8TI
€EBTA
TESTA

L1818
9181V

€181V

CI8TA
11814

S08TY

T081d
0081V

S6LTH

68LTd

0T0ZA
60024

L86Td

¥

LL6TH
9,674

€L6TS

LS6Td

PO © & & 0O 9O & V09900 GO G000

b & 4

¢
’ 8€0CI
¢
¢
¢

§2OCTA

ST6TN 0
0} S0zl
TI6TL ¥1021

O

R LDWIDE
PROTEIN DATA BANK

W



Page 23

wwPDB EM Validation Summary Report

EMD-10420, 6TA1

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, D3 Depositor
Number of particles used 15320 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 32 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector FEI FALCON IIT (4k x 4k) Depositor
Maximum map value 5.293 Depositor
Minimum map value -3.098 Depositor
Average map value 0.011 Depositor
Map value standard deviation 0.187 Depositor
Recommended contour level 0.6 Depositor
Map size (A) 399.84, 399.84, 399.84 wwPDB
Map dimensions 480, 480, 480 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 0.833, 0.833, 0.833 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: NDP,
SEP, FMN

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 4 Z| >5
1 A 0.47 0/13859 0.71 8/18724 (0.0%)
1 B 0.47 0/13859 0.71 8/18724 (0.0%)
1 D 0.47 0/13859 0.71 8/18724 (0.0%)
1 F 0.47 0/13859 0.71 8/18724 (0.0%)
1 | 0.47 0/13859 0.71 8/18724 (0.0%)
1 K 0.47 0/13859 0.73 | 10/18724 (0.1%)
2 C 0.35 1/16342 (0.0%) 0.67 8/22174 (0.0%)
2 E 0.35 1/16342 (0.0%) 0.67 8/22174 (0.0%)
2 G 0.35 1/16342 (0.0%) 0.67 8/22174 (0.0%)
2 H 0.35 1/16342 (0.0%) 0.67 8/22174 (0.0%)
2 ] 0.35 | 1/16342 (0.0%) | 0.67 | 8/22174 (0.0%)
2 L 0.35 1/16342 (0.0%) 0.67 8/22174 (0.0%)
All All 0.41 | 6/181206 (0.0%) | 0.69 | 98/245388 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
2 C 0 1
2 E 0 1
2 G 0 1
2 H 0 1
2 J 0 1
2 L 0 1
All All 0 6

The worst 5 of 6 bond length outliers are listed below:


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#model_quality
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 C 1545 | TYR C-N -5.41 1.25 1.33
2 H 1545 | TYR C-N -5.41 1.25 1.33
2 G 1545 | TYR C-N -5.38 1.25 1.33
2 L 1545 | TYR C-N -5.38 1.25 1.33
2 E 1545 | TYR C-N -5.34 1.25 1.33

The worst 5 of 98 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(?)
1 K 329 | GLU | N-CA-CB | 16.09 137.69 110.49
1 K 328 | LEU | N-CA-C | -13.68 72.71 111.00
2 G 1840 | VAL | N-CA-C | -6.97 105.99 112.96
2 L 1840 | VAL | N-CA-C | -6.97 105.99 112.96
2 E 1840 | VAL | N-CA-C | -6.95 106.01 112.96

There are no chirality outliers.

5 of 6 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1014 | PRO | Peptide
1014 | PRO | Peptide
1014 | PRO | Peptide
1014 | PRO | Peptide
1014 | PRO | Peptide

b o] b bo| b
o QA

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 13619 0 13602 253 0
1 B 13619 0 13602 254 0
1 D 13619 0 13602 249 0
1 F 13619 0 13602 250 0
1 I 13619 0 13602 253 0
1 K 13619 0 13602 251 0
2 C 15977 0 15964 299 0
2 B 15977 0 15964 296 0
2 G 15977 0 15964 301 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 H 15977 0 15964 295 0
2 J 15977 0 15964 302 0
2 L 15977 0 15964 298 0
3 A 48 26 26 8 0
3 B 48 26 26 7 0
3 D 48 26 26 7 0
3 F 48 26 26 7 0
3 I 48 26 26 8 0
3 K 48 26 26 7 0
4 C 31 0 19 0 0
4 E 31 0 19 0 0
4 G 31 0 19 0 0
4 H 31 0 19 0 0
4 J 31 0 19 0 0
4 L 31 0 19 0 0

All All 178050 156 177666 3096 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 9.

The worst 5 of 3096 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:K:1491:ARG:CD | 1:K:1750:ILE:HD11 1.37 1.55
1:D:1491:ARG:HD3 | 1:D:1750:ILE:CD1 1.34 1.54
1:D:1491:ARG:CD | 1:D:1750:ILE:HD11 1.37 1.54
1:F:1491:ARG:CD | 1:F:1750:ILE:HD11 1.37 1.54
1:A:1491:ARG:HD3 | 1:A:1750:ILE:CD1 1.34 1.54

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 1737/1887 (92%) 1650 (95%) 85 (5%) 2 (0%) 48 | 78
1 B 1737/1887 (92%) 1650 (95%) 85 (5%) 2 (0%) 48 | 78
1 D 1737/1887 (92%) 1650 (95%) 85 (5%) 2 (0%) 48 | 78
1 F 1737/1887 (92%) 1650 (95%) 85 (5%) 2 (0%) 48 |78
1 I 1737/1887 (92%) 1650 (95%) 85 (5%) 2 (0%) 48 | 78
1 K 1737/1887 (92%) 1649 (95%) 85 (5%) 3 (0%) 43 73
2 C 2027/2051 (99%) 1899 (94%) | 125 (6%) 3 (0%) 48 | 78
2 E 2027/2051 (99%) 1898 (94%) | 126 (6%) 3 (0%) 48 | 78
2 G 2027/2051 (99%) 1898 (94%) | 126 (6%) 3 (0%) 48 | 78
2 H 2027/2051 (99%) 1899 (94%) | 125 (6%) 3 (0%) 48 | 78
2 J 2027/2051 (99%) 1898 (94%) | 126 (6%) 3 (0%) 48 |78
2 L 2027/2051 (99%) 1898 (94%) | 126 (6%) 3 (0%) 48 | 78
All All 22584/23628 (96%) | 21289 (94%) | 1264 (6%) | 31 (0%) 49 |78

5 of 31 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 G 1743 ASP
2 C 1743 ASP
2 E 1743 ASP
2 L 1743 ASP
2 H 1743 ASP

5.3.2 Protein sidechains (1)

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

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

analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 1475/1565 (94%) 1458 (99%) | 17 (1%) 63 |78
1 B 1475/1565 (94%) 1458 (99%) | 17 (1%) 63 | 78
1 D 1475/1565 (94%) 1458 (99%) | 17 (1%) 63 |78
1 F 1475/1565 (94%) 1458 (99%) | 17 (1%) 63 78

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 I 1475/1565 (94%) 1458 (99%) | 17 (1%) 63 78

1 K 1475/1565 (94%) 1458 (99%) | 17 (1%) 63 78

2 C 1770/1789 (99%) 1735 (98%) | 35 (2%) 48 72

2 E 1770/1789 (99%) 1736 (98%) | 34 (2%) 50 73

2 G 1770/1789 (99%) 1736 (98%) | 34 (2%) 50 73

2 H 1770/1789 (99%) 1735 (98%) | 35 (2%) 48 72

2 J 1770/1789 (99%) 1736 (98%) | 34 (2%) 50 73

2 L 1770/1789 (99%) 1736 (98%) | 34 (2%) 50 73
All All 19470/20124 (97%) | 19162 (98%) | 308 (2%) b4 75

5 of 308 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 H 669 LEU
2 J 843 ILE
2 H 847 ARG
1 I 768 ILE
2 J 1740 | THR

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 386
such sidechains are listed below:

Mol | Chain | Res | Type
2 L 612 ASN
2 H 354 ASN
2 L 993 GLN
1 F 427 ASN
2 H 741 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)

6 non-standard protein/DNA/RNA residues are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
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the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link Count?orfl{?\/llsezn gt%léllsZ | > 2 CountsBOIlillil/ISEj\Zn gI;ES\Z | > 2
1 SEP F 1440 1 89,10 | 1.52 | 1(12%) | 7,12,14 | 1.40 | 2 (28%)
1 SEP K 1440 1 89,10 | 1.51 | 1(12%) | 7,12,14 | 1.40 | 2 (28%)
1 | SEP | A [1440| 1 | 89,10 | 151 | 1(12%) | 7,12,14 | 1.38 | 2 (28%)
1 SEP B 1440 1 89,10 | 1.51 | 1(12%) | 7,12,14 | 1.38 | 2 (28%)
1 SEP I 1440 1 89,10 | 1.51 | 1(12%) | 7,12,14 | 1.40 | 2 (28%)
1 SEP D 1440 1 89,10 | 1.51 | 1(12%) | 7,12,14 | 1.38 | 2 (28%)

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
1 SEP F 1440 1 - 0/6/8/10 -
1 SEP K 1440 1 - 0/6/8/10 -
1 SEP A 1440 1 - 2/6/8/10 -
1 SEP B 1440 1 - 2/6/8/10 -
1 SEP I 1440 1 - 0/6/8/10 -
1 SEP D 1440 1 - 2/6/8/10 -
The worst 5 of 6 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 F 1440 | SEP | P-O1P | 3.33 1.60 1.50
1 A 1440 | SEP | P-O1P | 3.32 1.60 1.50
1 I 1440 | SEP | P-O1P | 3.32 1.60 1.50
1 B 1440 | SEP | P-O1P | 3.32 1.60 1.50
1 K 1440 | SEP | P-O1P | 3.32 1.60 1.50
The worst 5 of 12 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
1 D 1440 | SEP | OG-CB-CA | 2.53 110.61 108.14
1 I 1440 | SEP | OG-CB-CA | 2.53 110.61 108.14
Continued on next page...
$roe
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 B 1440 | SEP | OG-CB-CA | 2.52 110.60 108.14
1 F 1440 | SEP | OG-CB-CA | 2.52 110.60 108.14
1 A 1440 | SEP | OG-CB-CA | 2.51 110.59 108.14
There are no chirality outliers.
5 of 6 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
1 A 1440 | SEP | CB-OG-P-O1P
1 B 1440 | SEP | CB-OG-P-O1P
1 D 1440 | SEP | CB-OG-P-O1P
1 A 1440 | SEP | CB-OG-P-O3P
1 B 1440 | SEP | CB-OG-P-O3P

There are no ring outliers.

No monomer is involved in short contacts.

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

12 ligands are modelled in this entry.

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

Mol | Type | Chain | Res | Link CountsBonP({jl\/Ilnglgt;lﬁs\Z | > 2 CountsBofr{ll(\i/ISanl(;;Z | > 2
3 |NDP | F |2001] - |51,5252] 150 | 7 (13%) | 71,80,80 | 2.24 | 22 (30%)
3 | NDP | K |2001| - |51,5252| 150 | 7(13%) | 71,80,80 | 224 | 22 (30%)
4 FMN G 2101 - 33,33,33 | 1.12 3 (9%) | 48,50,50 | 1.31 9 (18%)
3 NDP B 2001 - 51,52,52 | 1.50 7 (13%) | 71,80,80 | 2.24 22 (30%)
4 |FMN| C |2101| - [333333] 1.12 | 3(9%) |485050| 1.30 | 8 (16%)

WO RLDWIDE
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Mol | Type | Chain | Res | Link | e | RSZ | 120> 2| Couts | RMSZ | 12> 2
4 FMN H 2101 - 33,33,33 | 1.12 3 (9%) | 48,50,50 | 1.30 8 (16%)
4 FMN L 2101 - 33,33,33 | 1.12 3 (9%) | 48,50,50 | 1.31 9 (18%)
3 NDP I 2001 - 51,562,652 | 1.50 7 (13%) | 71,80,80 | 2.24 | 22 (30%)
3 NDP A 2001 - 51,562,52 | 1.50 7 (13%) | 71,80,80 | 2.24 | 22 (30%)
4 FMN J 2101 - 33,33,33 | 1.13 3 (9%) | 48,50,50 | 1.31 9 (18%)
3 NDP D 2001 - 51,562,652 | 1.50 7 (13%) | 71,80,80 | 2.24 | 22 (30%)
4 FMN E 2101 - 33,33,33 | 1.13 3 (9%) | 48,50,50 | 1.31 9 (18%)

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 NDP F 2001 - - 12/34/77/77 | 0/5/5/5
3 NDP K 2001 - - 12/34/77/77 | 0/5/5/5
4 FMN G 2101 - - 5/18/18/18 | 0/3/3/3
3 NDP B 2001 - - 12/34/77/77 | 0/5/5/5
4 FMN C 2101 - - 5/18/18/18 | 0/3/3/3
4 FMN H 2101 - - 5/18/18/18 | 0/3/3/3
4 FMN L 2101 - - 5/18/18/18 | 0/3/3/3
3 NDP I 2001 - - 12/34/77/77 | 0/5/5/5
3 NDP A 2001 - - 12/34/77/77 | 0/5/5/5
4 FMN J 2101 - - 5/18/18/18 | 0/3/3/3
3 NDP D 2001 - - 12/34/77/77 | 0/5/5/5
4 FMN E 2101 - - 5/18/18/18 | 0/3/3/3

The worst 5 of 60 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 B 2001 | NDP | C5A-NT7A | -4.08 1.31 1.39
3 F 2001 | NDP | C5A-NT7A | -4.08 1.31 1.39
3 A 2001 | NDP | C5A-NT7A | -4.08 1.31 1.39
3 K 2001 | NDP | C5A-NT7A | -4.08 1.31 1.39
3 D 2001 | NDP | C5A-NTA | -4.08 1.31 1.39

The worst 5 of 184 bond angle outliers are listed below:
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
3 D 2001 | NDP | C5A-C4A-N3A | -7.94 115.78 126.72
3 I 2001 | NDP | C5A-C4A-N3A | -7.94 115.78 126.72
3 A 2001 | NDP | C5A-C4A-N3A | -7.94 115.79 126.72
3 K 2001 | NDP | C5A-C4A-N3A | -7.94 115.79 126.72
3 B 2001 | NDP | C5A-C4A-N3A | -7.92 115.81 126.72

There are no chirality outliers.

5 of 102 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
3 A 2001 | NDP | C5D-O5D-PN-0O3
3 B 2001 | NDP | C5D-O5D-PN-O3
3 D 2001 | NDP | C5D-O5D-PN-O3
3 K 2001 | NDP | C5D-O5D-PN-O3
3 F 2001 | NDP | C5D-O5D-PN-O3

There are no ring outliers.

6 monomers are involved in 44 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 F 2001 | NDP 7 0
3 K 2001 | NDP 7 0
3 B 2001 | NDP 7 0
3 I 2001 | NDP 8 0
3 A 2001 | NDP 8 0
3 D 2001 | NDP 7 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand NDP K 2001
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Ligand FMN G 2101
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Ligand NDP B 2001
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Ligand FMN C 2101
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Ligand FMN H 2101
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Ligand FMN L 2101
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Ligand NDP I 2001
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Ligand NDP A 2001
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Ligand FMN J 2101
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Ligand NDP D 2001
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Ligand FMN E 2101

Bond lengths

Torsions

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-10420. 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
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 240 Y Index: 240 Z Index: 240

6.2.2 Raw map

X Index: 240 Y Index: 240 Z Index: 240

The images above show central slices of the map in three orthogonal directions.
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 319 Y Index: 161 Z Index: 236

6.3.2 Raw map

X Index: 160 Y Index: 169 Z Index: 235

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

Page 48 wwPDB EM Validation Summary Report EMD-10420, 6TA1

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

6.4.1 Primary map

6.4.2 Raw map

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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6.5 Orthogonal surface views (i)

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.6.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.5.2 Raw map

These images show the 3D surface of the raw map. The raw map’s contour level was selected so
that its surface encloses the same volume as the primary map does at its recommended contour
level.
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6.6 Mask visualisation (i)

This section shows the 3D surface view of the primary map at 50% transparency overlaid with the
specified mask at 0% transparency

A mask typically either:
e Encompasses the whole structure

e Separates out a domain, a functional unit, a monomer or an area of interest from a larger
structure

6.6.1 emd 10420 msk 1.map (i)
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7 Map analysis (i)

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

7.1 Map-value distribution (i)

Map-value distribution

— Voxel count

4 Recommended contour
level 0.6

Voxel count (logl0)

0 T T T T
=2 0 2 o

Map value

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

Volume estimate

60000
50000 -

40000 A
— \olume

Recommended contour
30000 4 level 0.6

volume (hm?3)

20000

10000 4

\

D T T

-2 0 2 4
Contour level

The volume at the recommended contour level is 970 nm?; this corresponds to an approximate
mass of 876 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


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

Page 53 wwPDB EM Validation Summary Report EMD-10420, 6TA1

7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

5.0 1
I"‘.II
2-5 | 1\\-/\
0.0
S
D 2.5 - —— Primary map RAPS
= Raw map RAPS
e Reported resolution
2 507 T 3104+
=
E
_?-5 .
—10.0 A
—-12.5 4
T T

T T T
0.0 0.1 0.2 0.3 0.4 0.5 0.6
Spatial frequency (A1)

*Reported resolution corresponds to spatial frequency of 0.323 A1
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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

—— Author-provided FSC

Unmasked-calculated
FSC

-= 0143

== 05

— = Half-bit
Reported resolution
3.10 A=

Correlation

T T T
0.0 0.1 0.2 0.3 0.4 0.5 0.6
Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.323 A1
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8.2 Resolution estimates (i)

Resolution estimate (A)

Estimation criterion (FSC cut-off)

0.143 | 0.5 Half-bit
Reported by author 3.10 - -
Author-provided FSC curve | 3.06 | 3.52 3.09
Unmasked-calculated™ 3.70 | 4.41 3.83

*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 3.70 differs from the reported

value 3.1 by more than 10 %
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-10420 and PDB
model 6TA1. Per-residue inclusion information can be found in section 3 on page 7.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.6 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


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

1.0

0.0
B <0.0

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

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.6).
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9.4 Atom inclusion (i)

Atom inclusion

1.0
o
= 0.8
2
!
5
5 0.6 4 —— Backbone atoms
£ All non-hydrogen
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=] Recommended contour
]
o level 0.6
S 0.4
=
2
!
[}
o
E 0.2 1

0.0 T T T |

-2 0 2 4
Contour level

At the recommended contour level, 73% of all backbone atoms, 72% of all non-hydrogen atoms,
are inside the map.


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

The table lists the average atom inclusion at the recommended contour level (0.6) and Q-score for
the entire model and for each chain.

Chain Atom inclusion Q-score

All 0.7220 I 0.4880

A 0.7170 == 0.4960
B 0.7150 . 0.4950

C 0.7340 . 0.4810

D 0.7150 m 0.4950

E 0.7330 . 0.4810

F 0.7150 s 0.4950

G 0.7350 . 0.4820

H 0.7340 . 0.4810

I 0.7150 m 0.4950 00
J 0.7330 = 0.4810 o
K 0.7170 = 0.4960

L 0.7350 . 0.4820
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