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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 2.99 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
Clashscore I

Ramachandran outliers NN

Sidechain outliers |

Worse

Percentile Ranks Value

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric
Q-score N

Worse

B
0
I 3.1%

Better

Model-Map Fit Percentile Ranks Value

I Percentile relative to all EM structures

i 0611

Better

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 13287 ( 2.49 - 3.49 )

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 0 258 n 78% 19%
1 1 258 n 78% 19%
1 2 258 n 78% 20%
1 3 258 n 79% 19%

Continued on next page...
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Mol | Chain | Length Quality of chain
1 4 258 n 78% 20% B
1| s 258 | = ™ —
1 6 258 = 79% 19% .
1 258 n 78% 20% B
1 8 258 n 78% 19% B
1 9 258 n 78% 20% B
1 A 258 n 79% 18% B
1 B 258 = 77% 21% B
1 ¢ | s | ™ T
1 D 258 - 78% 19% B
1 E 258 n 78% 19% B
1 F 258 n 79% 19% B
1 G 258 n 79% 19% B
1w | s | ™= o
1 I 258 = 79% 19% B
1 J 258 n 79% 19% .
1 K 258 n 79% 19% B
1 L 258 n 79% 19% B
1 M 258 n 78% 19% B
1 N 258 = 79% 19% B
1 O 258 - 78% 20% B
1 P 258 = 79% 19% B
1 Q 258 n 79% 19% B
1 | R | 258 |® ™= o
1 S 258 = 78% 19% B

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

Mol | Chain | Length Quality of chain

1 T 258 n 78% 20% B
1 U 258 n 78% 20% .
1 \Y% 258 = 79% 19% .
1 W 258 n 78% 20% B
1 X 258 n 79% 19% B
1 Y 258 n 79% 19% B
1 7 258 n 79% 19% B
1 a 258 n 79% 19% B
1 b 258 = 79% 18% B

1 c 258 - 79% 19% B
1 d 258 n 78% 19% B

1 e 258 n 78% 20% B
1 f 258 n 79% 19% .
1 g 258 = 79% 19% B
1 h 258 = 78% 20% B
1 i 258 n 79% 19% .
1 j 258 n 79% 19% B
1 k 258 n 79% 19% B
1 1 258 n 78% 20% B
1 m 258 = 79% 18% B

1 n 258 - 79% 19% B
1 0 258 = 78% 19% B

1 p 258 n 79% 19% B
1 q 258 n 79% 19% B
1 r 258 = 78% 20% B

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

Mol | Chain | Length Quality of chain
1 S 258 n 79% 19%
1 t 258 = 79% 18%
1 u 258 = 79% 19%
1 v 258 n 78% 20%
1 w 258 n 78% 20%
1 X 258 n 78% 20%

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

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 FMN 6 301 - X - -
2 FMN N 301 - X - -
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 127740 atoms, of which
1140 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 Encapsulin.

Mol | Chain | Residues Atoms AltConf | Trace
L A 257 58%1 13%3 3128 385 2 0 0
1 B 257 58%1 13(?33 3118 385 2 0 0
! ¢ 251 58%1 1:%3 3118 385 2 0 0
L Db 251 28%1 1:%3 31:1]8 3(9)5 g 0 0
! B 251 28%1 1533 3128 3(9)5 g 0 0
! K 251 582391 1?%3 3128 3(9)5 2 0 0
L G 251 28%1 13(?33 31:1]8 385 g 0 0
1| H 251 ng%l 13033 31:1]8 385 g 0 0
L ! 257 rgg%l 13033 3128 335 g 0 0
L J 257 58%1 13(;)3 3128 3(9)5 g 0 0
L | k 257 58%1 1:%3 3128 3(9)5 g 0 0
L L 257 58%1 1?%3 3128 3(55 g 0 0
L) M 257 58%1 1?%3 3128 3(;5 g 0 0
L} N 257 28%1 1?%3 3128 3(;5 g 0 0
Lo 257 ggt?a; 13%3 3128 3(;5 g 0 0
L P 257 ggt%l 13%3 3128 3(;5 g 0 0
L Q 257 ggt%l 13%3 3128 385 2 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
L R 257 g(())%l 13%3 314\118 385 g 0 0
L 5 257 g(())t;;l 1??33 3128 385 g 0 0
L T 257 rl21(())%l 1?%3 3128 385 g 0 0
L v 257 rgg%l 13%3 311\58 385 g 0 0
1 v 251 rgg%l 13%3 311\58 385 g 0 0
L W 257 ’ggt;;l 13C33 314\58 385 g 0 0
L X 257 g(())%l 13C?>3 3128 3(9)5 g 0 0
L Y 257 g(())t%l 1?3’)3 3128 3(9)5 g 0 0
L z 257 g(())%l 1?%3 3128 3(;5 g 0 0
L 0 257 ggt%l 1?%3 3128 3(;5 g 0 0
L L 257 gg%l 1?%3 314\58 3(;5 g 0 0
L 2 257 28%1 1?%3 3128 3(;5 g 0 0
L 3 257 gg%l 1?%3 314\118 3(;5 g 0 0
L 1 257 gg%l 1?(3%3 3128 385 2 0 0
L g 257 gg%l 1?%3 3128 385 2 0 0
L 0 257 rg(())%l 13?33 3128 385 2 0 0
L 7 257 1218%1 13?33 3128 385 2 0 0
L 8 257 1218%1 1?%3 3128 3(9)5 g 0 0
L ) 257 28%1 1?3’;3 3118 385 g 0 0
! ¢ 207 ggt?aél 1:%3 3128 385 g 0 0
L b 257 ggt%l 1?3’)3 3128 385 g 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
! ¢ 251 g(())%l 1:’%3 314\118 3(9)5 g 0 0
L d 257 g(())t%l 1??33 3128 3(9)5 g 0 0
! ¢ 251 rg(())%l 1?%3 3128 385 g 0 0
L f 257 rgg;agl 1:’?33 31:1]8 385 g 0 0
1 & 251 gg%l 1:'?33 3128 385 g 0 0
L h 257 rgg%l 13033 3128 3(9)5 g 0 0
L : 257 g(())%l 1:’3&3 3128 3(9)5 g 0 0
L ) 257 g(())%l 1?%3 3128 3(9)5 g 0 0
L k 257 g(())%l 1?%3 3128 3(;5 g 0 0
L : 257 58%1 1?%3 3128 3(;5 g 0 0
L o 257 28%1 1?%3 3128 3(9)5 g 0 0
L . 257 gg%l 13%3 3128 3(;5 g 0 0
L © 257 ggt;;l 13%3 3128 3(35 g 0 0
L P 257 ggt;;l 13(333 3128 385 2 0 0
L 4 257 gg%l 1:%3 3128 3(9)5 2 0 0
L g 257 gg%l 13?33 3128 3(9)5 2 0 0
L i 257 12‘8%1 13?33 3128 3(9)5 2 0 0
L ¢ 251 12‘8%1 13%3 3128 3(9)5 g 0 0
L b 251 1218%1 1?533 3128 385 g 0 0
L v 251 ggt?aél 1:%3 3128 385 g 0 0
! v 251 ggt%l 1?533 3128 385 g 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 * 257 2079 1333 348 395 3 0 0

There are 540 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
A 182 GLY LYS conflict UNP Q9WZP2
A 183 GLY GLU conflict UNP Q9WZP2
A ? - GLU deletion | UNP Q9WZP2
A ? - ALA deletion | UNP Q9WZP2
A ? - GLY deletion | UNP Q9WZP2
A ? - HIS deletion | UNP Q9WZP2
A ? - TYR deletion | UNP Q9WZP2
A ? - PRO deletion | UNP Q9WZP2
A ? - LEU deletion | UNP Q9WZP2
B 182 GLY LYS conflict UNP QO9WZP2
B 183 GLY GLU conflict UNP QO9WZP2
B ? - GLU deletion | UNP Q9WZP2
B ? - ALA deletion | UNP Q9WZP2
B ? - GLY deletion | UNP Q9WZP2
B ? - HIS deletion UNP Q9WZP2
B ? - TYR deletion | UNP Q9WZP2
B ? - PRO deletion | UNP Q9WZP2
B ? - LEU deletion | UNP Q9WZP2
C 182 GLY LYS conflict UNP Q9WZP2
C 183 GLY GLU conflict UNP Q9WZP2
C ? - GLU deletion | UNP Q9WZP2
C ? - ALA deletion | UNP Q9WZP2
C ? - GLY deletion | UNP Q9WZP2
C ? - HIS deletion | UNP Q9WZP2
C ? - TYR deletion | UNP Q9WZP2
C ? - PRO deletion | UNP Q9WZP2
C ? - LEU deletion | UNP Q9WZP2
D 182 GLY LYS conflict UNP Q9WZP2
D 183 GLY GLU conflict UNP QO9WZP2
D ? - GLU deletion | UNP Q9WZP2
D ? - ALA deletion | UNP Q9WZP2
D ? - GLY deletion | UNP Q9WZP2
D ? - HIS deletion | UNP Q9WZP2
D ? - TYR deletion | UNP Q9WZP2
D ? - PRO deletion | UNP Q9WZP2
D ? - LEU deletion | UNP Q9WZP2

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

Chain | Residue | Modelled | Actual | Comment Reference
E 182 GLY LYS conflict UNP Q9WZP2
E 183 GLY GLU conflict UNP Q9WZP2
E ? - GLU deletion | UNP Q9WZP2
E ? - ALA deletion | UNP Q9WZP2
E ? - GLY deletion | UNP Q9WZP2
E ? - HIS deletion | UNP Q9WZP2
E ? - TYR deletion | UNP Q9WZP2
E ? - PRO deletion | UNP Q9WZP2
E ? - LEU deletion | UNP Q9WZP2
F 182 GLY LYS conflict UNP Q9WZP2
F 183 GLY GLU conflict UNP QOWZP2
F ? - GLU deletion | UNP Q9WZP2
F ? - ALA deletion | UNP Q9WZP2
F ? - GLY deletion | UNP Q9WZP2
F ? - HIS deletion | UNP Q9WZP2
F ? - TYR deletion | UNP Q9WZP2
F ? - PRO deletion | UNP Q9WZP2
F ? - LEU deletion | UNP Q9WZP2
G 182 GLY LYS conflict UNP Q9WZP2
G 183 GLY GLU conflict UNP Q9WZP2
G ? - GLU deletion | UNP Q9WZP2
G ? - ALA deletion | UNP Q9WZP2
G ? - GLY deletion UNP Q9WZP2
G ? - HIS deletion | UNP Q9WZP2
G ? - TYR deletion | UNP Q9WZP2
G ? - PRO deletion | UNP Q9WZP2
G ? - LEU deletion | UNP Q9WZP2
H 182 GLY LYS conflict UNP Q9WZP2
H 183 GLY GLU conflict UNP Q9WZP2
H ? - GLU deletion | UNP Q9WZP2
H ? - ALA deletion | UNP Q9WZP2
H ? - GLY deletion | UNP Q9WZP2
H ? - HIS deletion | UNP Q9WZP2
H ? - TYR deletion | UNP Q9WZP2
H ? - PRO deletion | UNP Q9WZP2
H ? - LEU deletion | UNP Q9WZP2
I 182 GLY LYS conflict UNP Q9WZP2
I 183 GLY GLU conflict UNP QO9WZP2
I ? - GLU deletion | UNP Q9WZP2
I ? - ALA deletion | UNP Q9WZP2
I ? - GLY deletion | UNP Q9WZP2
I ? - HIS deletion | UNP Q9WZP2

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
I ? - TYR deletion | UNP Q9WZP2
I ? - PRO deletion | UNP Q9WZP2
I ? - LEU deletion | UNP Q9WZP2
J 182 GLY LYS conflict UNP QO9WZP2
J 183 GLY GLU conflict UNP QOWZP2
J ? - GLU deletion | UNP Q9WZP2
J ? - ALA deletion | UNP Q9WZP2
J ? - GLY deletion | UNP Q9WZP2
J ? - HIS deletion | UNP Q9WZP2
J ? - TYR deletion | UNP Q9WZP2
J ? - PRO deletion | UNP Q9WZP2
J ? - LEU deletion | UNP Q9WZP2
K 182 GLY LYS conflict UNP Q9WZP2
K 183 GLY GLU conflict UNP Q9WZP2
K ? - GLU deletion | UNP Q9WZP2
K ? - ALA deletion | UNP Q9WZP2
K ? - GLY deletion | UNP Q9WZP2
K ? - HIS deletion | UNP Q9WZP2
K ? - TYR deletion | UNP Q9WZP2
K ? - PRO deletion | UNP Q9WZP2
K ? - LEU deletion | UNP Q9WZP2
L 182 GLY LYS conflict UNP Q9WZP2
L 183 GLY GLU conflict UNP Q9WZP2
L ? - GLU deletion | UNP Q9WZP2
L ? - ALA deletion | UNP Q9WZP2
L ? - GLY deletion | UNP Q9WZP2
L ? - HIS deletion | UNP Q9WZP2
L ? - TYR deletion | UNP Q9WZP2
L ? - PRO deletion | UNP Q9WZP2
L ? - LEU deletion | UNP Q9WZP2
M 182 GLY LYS conflict UNP Q9WZP2
M 183 GLY GLU conflict UNP Q9WZP2
M ? - GLU deletion | UNP Q9WZP2
M ? - ALA deletion | UNP Q9WZP2
M ? - GLY deletion | UNP Q9WZP2
M ? - HIS deletion | UNP Q9WZP2
M ? - TYR deletion | UNP Q9WZP2
M ? - PRO deletion | UNP Q9WZP2
M ? - LEU deletion | UNP Q9WZP2
N 182 GLY LYS conflict UNP Q9WZP2
N 183 GLY GLU conflict UNP Q9WZP2
N ? - GLU deletion | UNP Q9WZP2

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

Chain | Residue | Modelled | Actual | Comment Reference
N ? - ALA deletion | UNP Q9WZP2
N ? - GLY deletion | UNP Q9WZP2
N ? - HIS deletion | UNP Q9WZP2
N ? - TYR deletion | UNP Q9WZP2
N ? - PRO deletion | UNP Q9WZP2
N ? - LEU deletion | UNP Q9WZP2
O 182 GLY LYS conflict UNP Q9WZP2
O 183 GLY GLU conflict UNP Q9WZP2
O ? - GLU deletion | UNP Q9WZP2
O ? - ALA deletion | UNP Q9WZP2
O ? - GLY deletion | UNP Q9WZP2
@) ? - HIS deletion | UNP Q9WZP2
O ? - TYR deletion | UNP Q9WZP2
O ? - PRO deletion | UNP Q9WZP2
O ? - LEU deletion | UNP Q9WZP2
P 182 GLY LYS conflict UNP QO9WZP2
P 183 GLY GLU conflict UNP QO9WZP2
P ? - GLU deletion | UNP Q9WZP2
P ? - ALA deletion | UNP Q9WZP2
P ? - GLY deletion | UNP Q9WZP2
P ? - HIS deletion | UNP Q9WZP2
P ? - TYR deletion | UNP Q9WZP2
P ? - PRO deletion UNP Q9WZP2
P ? - LEU deletion | UNP Q9WZP2
Q 182 GLY LYS conflict UNP QO9WZP2
Q 183 GLY GLU conflict UNP Q9WZP2
Q ? - GLU deletion | UNP Q9WZP2
Q ? - ALA deletion | UNP Q9WZP2
Q ? - GLY deletion | UNP Q9WZP2
Q ? - HIS deletion | UNP Q9WZP2
Q ? - TYR deletion | UNP Q9WZP2
Q ? - PRO deletion | UNP Q9WZP2
Q ? - LEU deletion | UNP Q9WZP2
R 182 GLY LYS conflict UNP Q9WZP2
R 183 GLY GLU conflict UNP Q9WZP2
R ? - GLU deletion | UNP Q9WZP2
R ? - ALA deletion | UNP Q9WZP2
R ? - GLY deletion | UNP Q9WZP2
R ? - HIS deletion | UNP Q9WZP2
R ? - TYR deletion | UNP Q9WZP2
R ? - PRO deletion | UNP Q9WZP2
R ? - LEU deletion | UNP Q9WZP2

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

Chain | Residue | Modelled | Actual | Comment Reference
S 182 GLY LYS conflict UNP Q9WZP2
S 183 GLY GLU conflict UNP Q9WZP2
S ? - GLU deletion | UNP Q9WZP2
S ? - ALA deletion | UNP Q9WZP2
S ? - GLY deletion | UNP Q9WZP2
S ? - HIS deletion | UNP Q9WZP2
S ? - TYR deletion | UNP Q9WZP2
S ? - PRO deletion | UNP Q9WZP2
S ? - LEU deletion | UNP Q9WZP2
T 182 GLY LYS conflict UNP Q9WZP2
T 183 GLY GLU conflict UNP QOWZP2
T ? - GLU deletion | UNP Q9WZP2
T ? - ALA deletion | UNP Q9WZP2
T ? - GLY deletion | UNP Q9WZP2
T ? - HIS deletion | UNP Q9WZP2
T ? - TYR deletion | UNP Q9WZP2
T ? - PRO deletion | UNP Q9WZP2
T ? - LEU deletion | UNP Q9WZP2
U 182 GLY LYS conflict UNP Q9WZP2
U 183 GLY GLU conflict UNP Q9WZP2
U ? - GLU deletion | UNP Q9WZP2
U ? - ALA deletion | UNP Q9WZP2
U ? - GLY deletion UNP Q9WZP2
U ? - HIS deletion | UNP Q9WZP2
U ? - TYR deletion | UNP Q9WZP2
U ? - PRO deletion | UNP Q9WZP2
U ? - LEU deletion | UNP Q9WZP2
\Y 182 GLY LYS conflict UNP Q9WZP2
\Y 183 GLY GLU conflict UNP Q9WZP2
\Y ? - GLU deletion | UNP Q9WZP2
\Y ? - ALA deletion | UNP Q9WZP2
\Y ? - GLY deletion | UNP Q9WZP2
\Y ? - HIS deletion | UNP Q9WZP2
\Y ? - TYR deletion | UNP Q9WZP2
\Y ? - PRO deletion | UNP Q9WZP2
\Y ? - LEU deletion | UNP Q9WZP2
W 182 GLY LYS conflict UNP Q9WZP2
W 183 GLY GLU conflict UNP QO9WZP2
W ? - GLU deletion | UNP Q9WZP2
W ? - ALA deletion | UNP Q9WZP2
W ? - GLY deletion | UNP Q9WZP2
W ? - HIS deletion | UNP Q9WZP2

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
W ? - TYR deletion | UNP Q9WZP2
\W% ? - PRO deletion | UNP Q9WZP2
W ? - LEU deletion | UNP Q9WZP2
X 182 GLY LYS conflict UNP QO9WZP2
X 183 GLY GLU conflict UNP QIWZP2
X ? - GLU deletion | UNP Q9WZP2
X ? - ALA deletion | UNP Q9WZP2
X ? - GLY deletion | UNP Q9WZP2
X ? - HIS deletion | UNP Q9WZP2
X ? - TYR deletion | UNP Q9WZP2
X ? - PRO deletion | UNP Q9WZP2
X ? - LEU deletion | UNP Q9WZP2
Y 182 GLY LYS conflict UNP Q9WZP2
Y 183 GLY GLU conflict UNP Q9WZP2
Y ? - GLU deletion | UNP Q9WZP2
Y ? - ALA deletion | UNP Q9WZP2
Y ? - GLY deletion | UNP Q9WZP2
Y ? - HIS deletion | UNP Q9WZP2
Y ? - TYR deletion | UNP Q9WZP2
Y ? - PRO deletion | UNP Q9WZP2
Y ? - LEU deletion | UNP Q9WZP2
7 182 GLY LYS conflict UNP Q9WZP2
7 183 GLY GLU conflict UNP Q9WZP2
7 ? - GLU deletion | UNP Q9WZP2
7 ? - ALA deletion | UNP Q9WZP2
7 ? - GLY deletion | UNP Q9WZP2
7 ? - HIS deletion | UNP Q9WZP2
Z ? - TYR deletion | UNP Q9WZP2
Z ? - PRO deletion | UNP Q9WZP2
/ ? - LEU deletion | UNP Q9WZP2
0 182 GLY LYS conflict UNP Q9WZP2
0 183 GLY GLU conflict UNP Q9WZP2
0 ? - GLU deletion | UNP Q9WZP2
0 ? - ALA deletion | UNP Q9WZP2
0 ? - GLY deletion | UNP Q9WZP2
0 ? - HIS deletion | UNP Q9WZP2
0 ? - TYR deletion | UNP Q9WZP2
0 ? - PRO deletion | UNP Q9WZP2
0 ? - LEU deletion | UNP Q9WZP2
1 182 GLY LYS conflict UNP Q9WZP2
1 183 GLY GLU conflict UNP Q9WZP2
1 ? - GLU deletion | UNP Q9WZP2

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
1 ? - ALA deletion | UNP Q9WZP2
1 ? - GLY deletion | UNP Q9WZP2
1 ? - HIS deletion | UNP Q9WZP2
1 ? - TYR deletion | UNP Q9WZP2
1 ? - PRO deletion | UNP Q9WZP2
1 ? - LEU deletion | UNP Q9WZP2
2 182 GLY LYS conflict UNP Q9WZP2
2 183 GLY GLU conflict UNP Q9WZP2
2 ? - GLU deletion | UNP Q9WZP2
2 ? - ALA deletion | UNP Q9WZP2
2 ? - GLY deletion | UNP Q9WZP2
2 ? - HIS deletion | UNP Q9WZP2
2 ? - TYR deletion | UNP Q9WZP2
2 ? - PRO deletion | UNP Q9WZP2
2 ? - LEU deletion | UNP Q9WZP2
3 182 GLY LYS conflict UNP Q9WZP2
3 183 GLY GLU conflict UNP Q9WZP2
3 ? - GLU deletion | UNP Q9WZP2
3 ? - ALA deletion | UNP Q9WZP2
3 ? - GLY deletion | UNP Q9WZP2
3 ? - HIS deletion | UNP Q9WZP2
3 ? - TYR deletion | UNP Q9WZP2
3 ? - PRO deletion UNP Q9WZP2
3 ? - LEU deletion | UNP Q9WZP2
4 182 GLY LYS conflict UNP QO9WZP2
4 183 GLY GLU conflict UNP Q9WZP2
4 ? - GLU deletion | UNP Q9WZP2
4 ? - ALA deletion | UNP Q9WZP2
4 ? - GLY deletion | UNP Q9WZP2
4 ? - HIS deletion | UNP Q9WZP2
4 ? - TYR deletion | UNP Q9WZP2
4 ? - PRO deletion | UNP Q9WZP2
4 ? - LEU deletion | UNP Q9WZP2
5 182 GLY LYS conflict UNP Q9WZP2
5 183 GLY GLU conflict UNP Q9WZP2
5t ? - GLU deletion | UNP Q9WZP2
5 ? - ALA deletion | UNP Q9WZP2
5 ? - GLY deletion | UNP Q9WZP2
5 ? - HIS deletion | UNP Q9WZP2
5 ? - TYR deletion | UNP Q9WZP2
5 ? - PRO deletion | UNP Q9WZP2
5t ? - LEU deletion | UNP Q9WZP2

Continued on next page...



Page 16

wwPDB EM Validation Summary Report

EMD-21810, 6WKV

Continued from previous page...

Chain | Residue | Modelled | Actual | Comment Reference
6 182 GLY LYS conflict UNP Q9WZP2
6 183 GLY GLU conflict UNP Q9WZP2
6 ? - GLU deletion | UNP Q9WZP2
6 ? - ALA deletion | UNP Q9WZP2
6 ? - GLY deletion | UNP Q9WZP2
6 ? - HIS deletion | UNP Q9WZP2
6 ? - TYR deletion | UNP Q9WZP2
6 ? - PRO deletion | UNP Q9WZP2
6 ? - LEU deletion | UNP Q9WZP2
7 182 GLY LYS conflict UNP Q9WZP2
7 183 GLY GLU conflict UNP QOWZP2
7 ? - GLU deletion | UNP Q9WZP2
7 ? - ALA deletion | UNP Q9WZP2
7 ? - GLY deletion | UNP Q9WZP2
7 ? - HIS deletion | UNP Q9WZP2
7 ? - TYR deletion | UNP Q9WZP2
7 ? - PRO deletion | UNP Q9WZP2
7 ? - LEU deletion | UNP Q9WZP2
8 182 GLY LYS conflict UNP QO9WZP2
8 183 GLY GLU conflict UNP Q9WZP2
8 ? - GLU deletion | UNP Q9WZP2
8 ? - ALA deletion | UNP Q9WZP2
8 ? - GLY deletion UNP Q9WZP2
8 ? - HIS deletion | UNP Q9WZP2
8 ? - TYR deletion | UNP Q9WZP2
8 ? - PRO deletion | UNP Q9WZP2
8 ? - LEU deletion | UNP Q9WZP2
9 182 GLY LYS conflict UNP Q9WZP2
9 183 GLY GLU conflict UNP Q9WZP2
9 ? - GLU deletion | UNP Q9WZP2
9 ? - ALA deletion | UNP Q9WZP2
9 ? - GLY deletion | UNP Q9WZP2
9 ? - HIS deletion | UNP Q9WZP2
9 ? - TYR deletion | UNP Q9WZP2
9 ? - PRO deletion | UNP Q9WZP2
9 ? - LEU deletion | UNP Q9WZP2
a 182 GLY LYS conflict UNP Q9WZP2
a 183 GLY GLU conflict UNP QIWZP2
a ? - GLU deletion | UNP Q9WZP2
a ? - ALA deletion | UNP Q9WZP2
a ? - GLY deletion | UNP Q9WZP2
a ? - HIS deletion | UNP Q9WZP2

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

Chain | Residue | Modelled | Actual | Comment Reference
a ? - TYR deletion | UNP Q9WZP2
a ? - PRO deletion | UNP Q9WZP2
a ? - LEU deletion UNP Q9WZP2
b 182 GLY LYS conflict UNP QO9WZP2
b 183 GLY GLU conflict UNP QIWZP2
b ? - GLU deletion | UNP Q9WZP2
b ? - ALA deletion | UNP Q9WZP2
b ? - GLY deletion | UNP Q9WZP2
b ? - HIS deletion | UNP Q9WZP2
b ? - TYR deletion | UNP Q9WZP2
b ? - PRO deletion | UNP Q9WZP2
b ? - LEU deletion | UNP Q9WZP2
¢ 182 GLY LYS conflict UNP Q9WZP2
¢ 183 GLY GLU conflict UNP Q9WZP2
c ? - GLU deletion | UNP Q9WZP2
¢ ? - ALA deletion | UNP Q9WZP2
c ? - GLY deletion UNP Q9WZP2
¢ ? - HIS deletion | UNP Q9WZP2
¢ ? - TYR deletion | UNP Q9WZP2
¢ ? - PRO deletion | UNP Q9WZP2
¢ ? - LEU deletion | UNP Q9WZP2
d 182 GLY LYS conflict UNP Q9WZP2
d 183 GLY GLU conflict UNP Q9WZP2
d ? - GLU deletion | UNP Q9WZP2
d ? - ALA deletion | UNP Q9WZP2
d ? - GLY deletion | UNP Q9WZP2
d ? - HIS deletion | UNP Q9WZP2
d ? - TYR deletion | UNP Q9WZP2
d ? - PRO deletion | UNP Q9WZP2
d ? - LEU deletion | UNP Q9WZP2
e 182 GLY LYS conflict UNP QIWZP2
e 183 GLY GLU conflict UNP Q9WZP2
e ? - GLU deletion | UNP Q9WZP2
e ? - ALA deletion | UNP Q9WZP2
e ? - GLY deletion | UNP Q9WZP2
e ? - HIS deletion | UNP Q9WZP2
e ? - TYR deletion UNP Q9WZP2
e ? - PRO deletion | UNP Q9WZP2
e ? - LEU deletion | UNP Q9WZP2
f 182 GLY LYS conflict UNP Q9WZP2
f 183 GLY GLU conflict UNP Q9WZP2
f ? - GLU deletion | UNP Q9WZP2

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

Chain | Residue | Modelled | Actual | Comment Reference
f ? - ALA deletion | UNP Q9WZP2
f ? - GLY deletion | UNP Q9WZP2
f ? - HIS deletion | UNP Q9WZP2
f ? - TYR deletion | UNP Q9WZP2
f ? - PRO deletion | UNP Q9WZP2
f ? - LEU deletion | UNP Q9WZP2
g 182 GLY LYS conflict UNP Q9WZP2
g 183 GLY GLU conflict UNP Q9WZP2
g ? - GLU deletion | UNP Q9WZP2
g ? - ALA deletion | UNP Q9WZP2
g ? - GLY deletion | UNP Q9WZP2
g ? - HIS deletion | UNP Q9WZP2
g ? - TYR deletion | UNP QIWZP2
g ? - PRO deletion | UNP Q9WZP2
g ? - LEU deletion | UNP Q9WZP2
h 182 GLY LYS conflict UNP Q9WZP2
h 183 GLY GLU conflict UNP Q9WZP2
h ? - GLU deletion | UNP Q9WZP2
h ? - ALA deletion | UNP Q9WZP2
h ? - GLY deletion | UNP Q9WZP2
h ? - HIS deletion | UNP Q9WZP2
h ? - TYR deletion | UNP Q9WZP2
h ? - PRO deletion UNP Q9WZP2
h ? - LEU deletion | UNP Q9WZP2
i 182 GLY LYS conflict UNP QO9WZP2
i 183 GLY GLU conflict UNP Q9WZP2
i ? - GLU deletion | UNP Q9WZP2
i ? - ALA deletion | UNP Q9WZP2
i ? - GLY deletion | UNP Q9WZP2
i ? - HIS deletion | UNP Q9WZP2
i ? - TYR deletion | UNP Q9WZP2
i ? - PRO deletion | UNP Q9WZP2
i ? - LEU deletion | UNP Q9WZP2
] 182 GLY LYS conflict UNP Q9WZP2
j 183 GLY GLU conflict UNP Q9WZP2
] ? - GLU deletion | UNP Q9WZP2
j ? - ALA deletion | UNP Q9WZP2
j ? - GLY deletion | UNP Q9WZP2
j ? - HIS deletion | UNP QIWZP2
j ? - TYR deletion | UNP Q9WZP2
j ? - PRO deletion | UNP Q9WZP2
j ? - LEU deletion | UNP QIWZP2

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

Chain | Residue | Modelled | Actual | Comment Reference
k 182 GLY LYS conflict UNP Q9WZP2
k 183 GLY GLU conflict UNP Q9WZP2
k ? - GLU deletion | UNP Q9WZP2
k ? - ALA deletion | UNP Q9WZP2
k ? - GLY deletion | UNP Q9WZP2
k ? - HIS deletion | UNP Q9WZP2
k ? - TYR deletion | UNP Q9WZP2
k ? - PRO deletion | UNP Q9WZP2
k ? - LEU deletion | UNP Q9WZP2
1 182 GLY LYS conflict UNP Q9WZP2
1 183 GLY GLU conflict UNP QOWZP2
1 ? - GLU deletion | UNP Q9WZP2
1 ? - ALA deletion | UNP Q9WZP2
1 ? - GLY deletion | UNP Q9WZP2
1 ? - HIS deletion | UNP Q9WZP2
1 ? - TYR deletion | UNP Q9WZP2
1 ? - PRO deletion | UNP Q9WZP2
1 ? - LEU deletion | UNP Q9WZP2
m 182 GLY LYS conflict UNP Q9WZP2
m 183 GLY GLU conflict UNP Q9WZP2
m ? - GLU deletion | UNP Q9WZP2
m ? - ALA deletion | UNP Q9WZP2
m ? - GLY deletion UNP Q9WZP2
m ? - HIS deletion | UNP Q9WZP2
m ? - TYR deletion | UNP Q9WZP2
m ? - PRO deletion | UNP Q9WZP2
m ? - LEU deletion | UNP Q9WZP2
n 182 GLY LYS conflict UNP Q9WZP2
n 183 GLY GLU conflict UNP Q9WZP2
n ? - GLU deletion UNP Q9WZP2
n ? - ALA deletion | UNP Q9WZP2
n ? - GLY deletion | UNP Q9WZP2
n ? - HIS deletion | UNP Q9WZP2
n ? - TYR deletion | UNP Q9WZP2
n ? - PRO deletion | UNP Q9WZP2
n ? - LEU deletion | UNP Q9WZP2
0 182 GLY LYS conflict UNP Q9WZP2
0 183 GLY GLU conflict UNP QIWZP2
0 ? - GLU deletion | UNP Q9WZP2
0 ? - ALA deletion | UNP Q9WZP2
0 ? - GLY deletion | UNP Q9WZP2
0 ? - HIS deletion | UNP Q9WZP2

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

Chain | Residue | Modelled | Actual | Comment Reference
0 ? - TYR deletion | UNP Q9WZP2
0 ? - PRO deletion | UNP Q9WZP2
0 ? - LEU deletion | UNP Q9WZP2
p 182 GLY LYS conflict UNP QO9WZP2
p 183 GLY GLU conflict UNP QOWZP2
p ? - GLU deletion | UNP Q9WZP2
p ? - ALA deletion | UNP Q9WZP2
p ? - GLY deletion | UNP Q9WZP2
p ? - HIS deletion | UNP Q9WZP2
p ? - TYR deletion | UNP Q9WZP2
p ? - PRO deletion | UNP Q9WZP2
p ? - LEU deletion | UNP Q9WZP2
q 182 GLY LYS conflict UNP Q9WZP2
q 183 GLY GLU conflict UNP Q9WZP2
q ? - GLU deletion | UNP Q9WZP2
q ? - ALA deletion | UNP Q9WZP2
q ? - GLY deletion | UNP Q9WZP2
q ? - HIS deletion | UNP Q9WZP2
q ? - TYR deletion | UNP Q9WZP2
q ? - PRO deletion | UNP Q9WZP2
q ? - LEU deletion | UNP Q9WZP2
T 182 GLY LYS conflict UNP Q9WZP2
T 183 GLY GLU conflict UNP Q9WZP2
r ? - GLU deletion | UNP Q9WZP2
r ? - ALA deletion | UNP Q9WZP2
T ? - GLY deletion | UNP Q9WZP2
T ? - HIS deletion | UNP Q9WZP2
T ? - TYR deletion | UNP Q9WZP2
T ? - PRO deletion | UNP Q9WZP2
r ? - LEU deletion UNP Q9WZP2
S 182 GLY LYS conflict UNP QIWZP2
S 183 GLY GLU conflict UNP Q9WZP2
S ? - GLU deletion | UNP Q9WZP2
S ? - ALA deletion | UNP Q9WZP2
S ? - GLY deletion | UNP Q9WZP2
S ? - HIS deletion | UNP Q9WZP2
S ? - TYR deletion UNP Q9WZP2
S ? - PRO deletion | UNP Q9WZP2
S ? - LEU deletion | UNP Q9WZP2
t 182 GLY LYS conflict UNP Q9WZP2
t 183 GLY GLU conflict UNP Q9WZP2
t ? - GLU deletion | UNP Q9WZP2

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

Chain | Residue | Modelled | Actual | Comment Reference
t ? - ALA deletion | UNP Q9WZP2
t ? - GLY deletion | UNP Q9WZP2
t ? - HIS deletion | UNP Q9WZP2
t ? - TYR deletion | UNP Q9WZP2
t ? - PRO deletion | UNP Q9WZP2
t ? - LEU deletion | UNP Q9WZP2
u 182 GLY LYS conflict UNP Q9WZP2
u 183 GLY GLU conflict UNP Q9WZP2
u ? - GLU deletion | UNP Q9WZP2
u ? - ALA deletion | UNP Q9WZP2
u ? - GLY deletion | UNP Q9WZP2
u ? - HIS deletion | UNP Q9WZP2
u ? - TYR deletion | UNP Q9WZP2
u ? - PRO deletion | UNP Q9WZP2
u ? - LEU deletion | UNP Q9WZP2
\4 182 GLY LYS conflict UNP Q9WZP2
v 183 GLY GLU conflict UNP QO9WZP2
v ? - GLU deletion | UNP Q9WZP2
v ? - ALA deletion | UNP Q9WZP2
v ? - GLY deletion | UNP Q9WZP2
v ? - HIS deletion | UNP Q9WZP2
v ? - TYR deletion | UNP Q9WZP2
Y ? - PRO deletion UNP Q9WZP2
v ? - LEU deletion | UNP Q9WZP2
w 182 GLY LYS conflict UNP QO9WZP2
W 183 GLY GLU conflict UNP Q9WZP2
w ? - GLU deletion | UNP Q9WZP2
w ? - ALA deletion | UNP Q9WZP2
w ? - GLY deletion | UNP Q9WZP2
w ? - HIS deletion UNP Q9WZP2
w ? - TYR deletion | UNP Q9WZP2
w ? - PRO deletion | UNP Q9WZP2
w ? - LEU deletion | UNP Q9WZP2
X 182 GLY LYS conflict UNP Q9WZP2
X 183 GLY GLU conflict UNP Q9WZP2
X ? - GLU deletion | UNP Q9WZP2
X ? - ALA deletion | UNP Q9WZP2
X ? - GLY deletion | UNP Q9WZP2
X ? - HIS deletion | UNP Q9WZP2
X ? - TYR deletion | UNP Q9WZP2
X ? - PRO deletion | UNP Q9WZP2
X ? - LEU deletion | UNP Q9WZP2
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e Molecule 2 is FLAVIN MONONUCLEOTIDE (CCD ID: FMN) (formula: C;7H2;N4O9P).

FMN
HO P: QOHaw
o 0‘2'5
-:-3Ho 3"’_:1L
F;’:' o H:-:
,.,l'—-':'\o,i
H\ ) ,:/Lf:_‘ A ILH‘-
|
0
Mol | Chain | Residues Atoms AltConf
Total C H N O P
i A ! 50 17 19 4 9 1 0
Total C H N O P
i b ! 50 17 19 4 9 1 0
Total C H N O P
i ¢ ! 50 17 19 4 9 1 0
Total C H N O P
i P ! 5 17 19 4 9 1 0
Total C H N O P
i P ' 50 17 19 4 9 1 0
Total C H N O P
i . ! 5 17 19 4 9 1 0
Total C H N O P
i g ' 50 17 19 4 9 1 0
Total C H N O P
i ¢ ' 50 17 19 4 9 1 0
Total C H N O P
i ¢ ! 5 17 19 4 9 1 0
Total C H N O P
i : ' 50 17 19 4 9 1 0
Total C H N O P
i ’ ' 50 17 19 4 9 1 0
Total C H N O P
i M ! 5 17 19 4 9 1 0
Total C H N O P
¥ M ' 50 17 19 4 9 1 0

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

Mol | Chain | Residues Atoms AltConf
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf
[ [T oT]
AN TS M
IR
ISR
AN
AL ST
IR ST
AL ST
AL ST
AL ST
IEEEEE TP
ARSI
S oo
IR
e [ mretvor
IR
IR
IR
IR
IR
IR

Continued on next page...



Page 25

wwPDB EM Validation Summary Report

EMD-21810, 6WKV

Continued from previous page...
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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: Encapsulin
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e Molecule 1: Encapsulin
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e Molecule 1: Encapsulin

L149
E165

T169
|
N173
T174
|
G183
V187
E188
E189
E210
|
D214
|
1218
L219
|
D222
L223
|
E228
|
K232
D233 |
A234
)
F238
|
T242
| F243
T244
| F245
Q246
|
K257
| F288

. =
Chain D: 78% 19% .

WO RLDWIDE

er

PROTEIN DATA BANK


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

EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 27

> e

6711

L%1a

L

(445}
8ETA
€ETS
9CTs
ST
verd
€210
1145
L1743

86N

681

€81

L.4
9.1

T

€94

09a

vd
6EA
8Td

STd
42!

e Molecule 1

CTL

L

71

LSTH

9%Zh

vl

(4448
8€Cd
veey
geea
cee
8gcd

€2T1
ezea

6121
81¢I

¥1ca

(o) gact

Ll

Encapsul

6814
88THd
L8TA

€8TD

TLIL
ELIN

69TL

11

19%

78%

Chain E

ovd
cvd
6EA
{44
814

STh
42

CTL

94

71

LSeH

9%2h

Yyl

[44AN

8€¢C4d

23414

[44)

8zed

€2C1
zeea

6121
81¢CI

¥ica

01zgd

Ll

6814
88Td
L8TA

€819

PLTL
E€LIN

6971

+

e Molecule 1

6711

n

Encapsul

19%

79%

Chain F

6711

L¥1Q

(445
8ETH
€ETS
9C1s
ST
vera
€210
Te1d
L1743

86N

6871

€81

L.3
9LT

TLY
€94
a3

ov 09a

chd
BEA
8T1d

STd

e Molecule 1

(429

L

LSeH

9%2h

Yyl

(4248
8T
vETY

0 zeed

|

8zed

€2T1
ccea

6121
81¢I

v1ea

(o) %4ct

Ll

Encapsul

6814
88Td
L8TA

€810

YL1L
E€LIN

6971

m

19%

79%

Chain G

> e

6711

Ly1a

(445

8ETA
€ETS
9CTs
ST
verd
€2¢10
Tere
L1713

86N

681

€81

L.3
9.1

T

o
©
m

09a

ova
vd
6EA
{44
8T1d

ST

L

15Ty

Elizds]

{4428

[47AN

8€Td

41

[4%a)

8¢ed

€ee1
zeea

61CT
87¢I

¥1ca

() gact

Ll

68TH
88TH
L8TA

€8T1D

PLTL
ELIN

69TL

Ll

: Encapsulin

e Molecule 1

18%

79%

o
©
m

Chain H

1

6711

L%1a

STTA
vera
€TI0
121d
L1173
86N
681
€81

1.4
9.1

T

09a

ovd
{474
6EA
814

ST

94

71

PAA)

9%2h

Yyl

R LDWIDE

[44AN

8€Td

2344

[4a)

oraac

€2T1
zeea

6121
81¢I

¥1ea

0123

€8TD

PLTL
€LIN

69TL

O

PROTEIN DATA BANK

W



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 28

n

Encapsul

e Molecule 1

o

19%

79%

Chain I

> e

*

6711

Ly1a

L

(445
8ETH
€ETS
9¢TS
SCTH
vera
€210
TeTe
L1173

86N

681

€81

L3
9.1

TLA

o
©
55}

09a

ovd
vd
6EA
{44
81d

ST

LS

71

LSeH

Elizds]

4428

(4448

8€Td

TETY

TETA

f2faace

€221
eeea

6121
8121

¥1ca

(g4t

€8TD

PLTL
ELIN

69TL

n

Encapsul

e Molecule 1

19%

79%

Chain J

> e

6971

6711

L1

%

(445
8ETH
€ETS
9¢TS
STTA
vera
€210
1c1d
L1173

86N

681

€81

L4
9.1

T

€93

09a

ovd
hd
6EA
81d

ST

94

71

LSTH

9ovzh

Yyl

{44 AN
8€cd
veev
geca
e
8¢cd

€2T1
ceea

6121
81CI

¥1ea

(0] %42

Ll

Encapsul

6814
88T
L8TA

e Molecule 1

€810

PLIL
€LIN

1mn

19%

79%

Chain K

9¥%d
vd
BEA
8Td

STh

01d
6V

L

71

LSTH

9¥eh

Yyl

(4448

8€Td

VeETY

cETH

8¢cd

€2T1
zeea

6121
81¢I

v1ca

0123

6874
8874
L8TA

€810

YLl
E€LIN

6971

3

n

Encapsul

e Molecule 1

19%

79%

Chain L

b o 4 2

*

6711

Ly1a

£

{445

8ETA
€ETS
9CTs
ST
vera
€2¢1D
j1q%:
L1743

86N

681

€81

L.3
9.1

T

€94

09a

ovd
Zvd
6EA
8T1d

ST

L

71

LSTH

Elizds]

YvelL

[47AN

8€Td

41

[4%a)

8¢ed

€ee1
zeea

61CT
871¢I

¥1ca

() gact

Ll

68TH
88TH
L8TA

€8T1D

e Molecule 1

1811

YLTL
ELIN

69TL

n

Encapsul

19%

78%

Chain M

> e

09a

428

CTL

94

71

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 29

L9¢x

9%2h

Yyl

[44AN

8€TA

2344

[4a)

8zed

€ee1
zeea

6121
81¢I

¥1ca

012d

6814
88TH
L8TA

€8T1D

PLTL
ELIN

6971

6711

n

Encapsul

e Molecule 1

19%

79%

Chain N

L 2 2 2

6711

L71Q

%

[44%]
8ETH
€ETS
9C1s
ST
vera
€210
114%:¢
L1713

86N

681

€81

L4
9.1

T

€98

09a

ovd
(47
B6EA
814

STd
42

e Molecule 1

Tl

94

71

LSTH

9%Zh

vl

[44A%

8€Cd

veey

zeen

8zed

€2TT
ccea

61271
81¢I

v12a

o) act

Ll

Encapsul

6814
8814
L8TA

€810

YL1L
ELIN

6971

mn

20%

78%

Chain O

ova
vd
6EA
{44}
8Td

STD
42

CTL

L

71

LSeH

9%2h

Yyl

[47AN

8€Td

4344

[4a)

8eed

€ee1
ceea

6121
871¢I

¥1ca

(g4

Ll

S6TY

6814
8814
L8TA

€8TD

PLTL
ELIN

69TL

3

n

Encapsul

e Molecule 1

19%

79%

Chain P

> e

09a

428

CTL

94

71

PAA)

9%zh

zrel

8ezd

VETY

0 zeey
|

8¢cd

€eC1
ceea

6121
81CI

¥1ca

012d

Ll

88Td
L8TA

€819

PLTL
E€LIN

6971

Ll

e Molecule 1

6711

n

Encapsul

19%

79%

Chain Q

*

6711

Ly1Q

L

(445
8ETH
€ETS
9¢TS
SCTH
vera
€210
12Td

L1173

ovd
vd
6EA
{44
81d

ST

94

71

LS9ey

Elizds]

{4428

zrel

8€Td

YETY

0 zeey
|

8gcd

€2T1
zeea

61CT
871¢I

¥1ca

() gact

6814
8814
L8TA

€8TD

PLTL
ELIN

69TL

n

Encapsul

e Molecule 1

19%

78%

Chain R

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 30

> e

09a

9vd
vd
6EA
{44}
8Td

STd
42!

CTL

L

71

LSeH

Elizds]

vl

cvel

8€Td

YeETY

TETA

8¢ed

€ee1
ezea

6121
871¢I

¥1ca

() xact

68TH
88TH
L8TA

€8T1D

PLTL
€LIN

69TL

6%TT

n

Encapsul

e Molecule 1

19%

78%

Chain S

> e

09a

ovd
cvd
6EA
6CL
814

STd
42

CTL

94

71

LSTH

9%2h

Yyl

[44AN

8€cCd

YeTY

ey

8zcd

€2C1
zeea

6121
81CI

¥iea

(0] %45

6814
8814
L8TA

€810

PLTL
€LIN

6971

3

n

Encapsul

e Molecule 1

20%

78%

Chain T

> e

09da

9vd
chd
BEA
(44|
8T1d

STd
42!

(429

L

LSTH

9¥eh

YyeL

{4448

8ecd

VeETY

TETH

lqacs

€221
zcea

6121
81¢I

v1ca

orea

[T} N~ 0 o
00 0 00 0
— o
Ix:l>m“l

¢

€819

YLD
E€LIN

6971

S97d

: Encapsulin

e Molecule 1

20%

78%

Chain U

> e

09a

ova
vd
6EA
{44
8T1d

STd
42

e Molecule 1

CTL

L

15Ty

Elizds]

{4448

[47AN

8€T4d

41

ceen

8¢cd

€ee1
ceea

61CT
87¢I

¥1ea

() gact

68TH
8814
L8TA

8T

€8TD

PLTL
ELIN

69TL

Encapsulin

19%

79%

Chain V

€94

0. 09a

ovd
{474
6EA
(44|
81d

STd
428

CTL

94

71

PAA)

9%2h

Yyl

R LDWIDE

zrel

8eTd

VETY

0 zeey
|

8zcd

€2TT
zeea

6121
81¢I

¥1ea

(0] ¥4c)

Ll

8814
L8TA

€8TD

PLTL
ELIN

6971

3

O

PROTEIN DATA BANK

W



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 31

n

Encapsul

e Molecule 1

20%

78%
Lo 2

Chain W

€81

L3
9.1

TLA

993

€94

09a

ovd
cvd
6EA
814

STh

CTL

m_o
© @
~ < A

L52x

9%2h

44N

[4/AN

8€cd

41

cETA

8zcTa

€2T1
ezea

6121
81¢I

¥12a

(o) ¥ach

_

Encapsul

€8TD

YLTL
ELIN

69TL

Ll

6711

L%1d

i

11

e Molecule 1

19%

79%

Chain X

> e

6711

L%1a

(445

8ETA
€ETS
9¢TS
SCTH
jZaxt
€210
114 xS
L1173
86N
681
€81

L3
9.1

T

o
©
=

09a

ovd
{47
6EA
(44|
81d

ST

94

71

PAA)

9%2h

4428

cvel

8€Td

ey

CETH

8zea

€2T1
zeea

6121
81¢I

¥1eca

otecd

6814
88TH
L8TA

€8T1D

PLTL
ELIN

69TL

n

Encapsul

e Molecule 1

19%

79%

Chain Y

*

6711

L71Q

£

[44%5]
8ETA
€ETS
9C1s
ST
vera
€210
114x:¢

L1713

9.1

09a

ST

94

71

PA(A)

9%2h

Yyl

[44AN

8€cTd

ey

CETH

8¢cd

€221
zeea

6121
81¢CI

¥1ea

0123

€810

PLTL
€LIN

69TL

n

Encapsul

e Molecule 1

19%

79%

Chain Z

6711

LY1Q

(4745

8ETA
€ETS
9CTs
ST
verd
€210
114%:
L1713

86N

681

€81

1.3
9.1

TN

€98

09a

ovd
(47
B6EA
8T1d

STh
42!

1L

L

71

LSTy

9%2h

vl

(4448

8€Cd

4341

e

8¢ed

€ee1
ecea

6121

n

Encapsul

e Molecule 1

19%

78%

Chain 0

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 32

9vd
vd
6EA
{44}
8Td

STd
42!

CTL

L

71

LSeH

Elizds]

vl

cvel

8€Td

YeETY

TETA

8¢ed

€ee1
ezea

6121
871¢I

¥1ca

() xact

Ll

68TH
88TH
L8TA

€8T1D

PLTL
€LIN

69TL

Ll

e Molecule 1

6%TT

Encapsulin

19%

78%

Chain 1

TSd
0SH

ovd
hd
6EA
8Td

ST

94

71

LSeH

9%2h

Yyl

[44AN
8€¢C4d
veey
€€Ca
[44)
8zed

€2C1
zeea

6121
81¢CI

¥ica

01zgd

Ll

6814
88Td
L8TA

€819

PLTL
E€LIN

6971

+

e Molecule 1

6711

Encapsulin

20%

78%

Chain 2

8ETA
€ETS
9218
ST
vera
€210
T21d

4173

01d
6V

L

LSTH

9vZh

vl

{4448

8€cd

veey

e

8¢cTd

€2T1
ccea

6121
81¢I

v1ea

(0] g4ct

Ll

6814
88Td
L8TA

€810

vL1L
€LIN

69TL

Ll

6711

1,71

1

e Molecule 1

[44%]

Encapsulin

19%

79%

Chain 3

> e

6711

Ly1a

(445

8ETA
€ETS
9CTs
ST
verd
€2¢10
Tere
L1713

86N

681

€81

L.3
9.1

T

o
©
m

09a

ova
vd
6EA
{44
8T1d

ST

L

LSTH

9¥2h

4428

TvTl
8€Td
vETY

0 [44%8

|

8zed

€ee1
acea

6121
81¢I

v1ca

(o) act

Ll

6874
88Td
L8TA

€81

V1L
E€LIN

6971

Ll

. Encapsulin

e Molecule 1

20%

78%

Chain 4

¢

> e

Ly1d

(445

8ETA
€ETS
9zTs
SCTH
vera
€CTD
T2TH
4114

86N

681

€81

L.3
9.1

T

o
©
m

09a

ova
cvd
6EA
8Td

STh
42!

o
—
=

0Td

w-m
o <

Ll

LS9eH

9%2h

Yyl

[44AN

8€Td

2344

R LDWIDE

CETH

etaace

€2T1
zeea

6721
81CI

¥1eca

012d

6814
88TH
L8TA

€81D

1811

PLTL
ELIN

6971

6711

O

PROTEIN DATA BANK

W



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 33

n

Encapsul

e Molecule 1

21%

77%

Chain 5

(4745
8ETH
€ETS
9C1S
STTH
vera
€2TD
T2Td

L1Td

TSd
O0SH

ovd
vd
6EA
{44
8T1d

STh

CTL

LS

71

L52i

9%2h

44N

[4/AN

8€cd

41

TETA

8zcTa

€2T1
ezea

6121
81¢I

¥12a

(0] ¥ach

—

Encapsul

€8TD

YLTL
ELIN

69TL

Ll

6711

L%1d

i

11

e Molecule 1

19%

79%

Chain 6

> e

6711

L%1a

(445

8ETA
€ETS
9¢TS
SCTH
jZaxt
€210
114 xS
L1173
86N
681
€81

L3
9.1

T

o
©
=

09a

ovd
{47
6EA
(44|
81d

ST

94

71

LSTH

9%2h

Yyl

[44AN

8€¢C4d

YeTy

[44)

8¢cd

€2C1
zeea

6121
81CI

¥ica

012d

Ll

6874
8814
L8TA

€819

PLIL
€LIN

6971

+

n

Encapsul

e Molecule 1

20%

78%

Chain 7

vd
BEA
8T1d

STd
42!

LSTH

9¥eh

Yyl

(4448
8€Td
vecy
€€Taq
cETH
8¢cd

€2T1
zeea

6121
81¢I

v1ca

0123

6874
8874
L8TA

S8TY

€810

YLl
E€LIN

6971

3

n

Encapsul

e Molecule 1

19%

78%

Chain 8

Ly1a

(445}
8ETA
€ETS
9CTs
ST
vera
€2TD
2Ty

4173

ova
vd
6EA
{44}
8T1d

STd
42

CTL

L

1

LSTH

Elizd)]

Yvel

[47AN

8€Td

41

[44)

8zed

€ee1
ceea

61CT
871¢I

¥1ca

() gact

Ll

88TH
L8TA

€8T1D

PLTL
ELIN

69TL

Ll

e Molecule 1

6vTT

n

Encapsul

20%

78%

Chain 9

> e

09d

TSd
0SH

42!

CTL

94

71

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 34

PAA)

9%2h

Yyl

vl

8€Td

2344

[4a)

8¢cd

€ee1
zeea

6121

n

Encapsul

e Molecule 1

19%

79%

Chain a

Lo 2 2

6711

LY1Q

[445]
8ETH
€ETS
9C1s
ST
vera
€210
114%:¢
L1143

86N

681

€81

L3
9.1

T

9934

€94

09a

ovd
(47
B6EA
(44|
81d

ST

94

71

LSeH

9%2h

Yyl

cvel

8€cTd

ey

cETH

8¢ed

€221
zeea

6121
81¢I

¥iea

orea

6874
8874
L8TA

€819

PLTL
E€LIN

6971

n

Encapsul

e Molecule 1

18%

79%

Chain b

*

6711

LY1Q

L

{4745

8ETA
€ETS
9CTs
ST
vera
€210
T21d

4173

ovd
(47
B6EA
814

ST

L

71

LSeH

9%ch

YvCl

[4Za8
8€Td
YETY

0 zeey

|

8¢cd

€eT1
zeea

6121
81¢I

¥iea

(0] %4cS

6814
8814
L8TA

€810

PLIL
€LIN

6971

n

Encapsul

e Molecule 1

19%

79%

Chain ¢

b o d

*

6711

L%1a

£

(445}
8ETA
€ETS
9CTs
STTA
vera
€210
j14%:
L1713
86N
L6d
9634
681
€81

P2l
9.1

LY

€98

09a

9vd
Zvd
BEA
814

STO

L

LSeH

9¥2d

Yyl

(4248
8€Td
vETY

0 zeed

|

8zed

€eTT
ccea

6121
81¢I

v12a

(0] ¥act

6814
8814
L8TA

€810

YL1L
E€LIN

6971

n

Encapsul

e Molecule 1

19%

78%

Chain d

ova
vd
6EA
(44}
8T1d

STd
42

CTL

L

LSeH

Elizds]

{4428

[47AN

8€TA

4344

[4A)

8¢ed

€ee1
zeea

6121
81¢I

¥1ca

() gact

Ll

68TH
88TH
L8TA

€8T1D

PLTL
ELIN

69TL

Ll

e Molecule 1

6%TT

n

Encapsul

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 35

20%

09a

> e

78%

TSd
0SH

428

.- CTL

94

71

Chain e

LSTH

9%2h

Yyl

[44AN

8€Cd

2344

[44)

8¢cd

€2T1
zeea

6121
81CI

¥1ca

012d

€810

PLIL
E€LIN

69TL

Ll

6711

L71d

i

n

Encapsul

e Molecule 1

19%

79%

Chain f

6711

8ETA
€ETS
9C1s
STTA
verd
€210
114%:¢

L1713

ovd

(47
B6EA
814

ST0

e Molecule 1

Tl

94

71

LSeH

9%2h

j44AN

vl

8€cd

ey

CETH

8¢ed

€221
zeea

6121
81¢I

¥iea

orea

[T} N~ 0 o
0 © 0 0
— o
£ N

€819

1811

PLIL
€LIN

6971

n

Encapsul

19%

79%

Chain g

6711

L1

%

(445
8ETA
€ETS
9¢Ts
SCTA
vera
€210

1x4x:¢

L1173

ovd
{474
6EA
814

STd
42!

CTL

94

71

PAA)

9%2h

Yyl

zrel

8€Td

VETY

0 zeey
|

ofaac

€2TTT
zeea

6121
81¢I

¥1ea

oted

Ll

Encapsul

8814
L8TA

e Molecule 1

€8TD

YLTL
ELIN

69TL

1mn

20%

78%

Chain h

¢

> e

1

(445

8ETN
€ETS
9C1s
ST
vera
€210
1214
L1714

86N

681

€81

L3
9.1

T
994

€94

09da

LSTH

9oveh

vl

{478
8€cd

veey

0 zeTy

8¢cd

€ee1
zeea

6121
81¢CI

¥ica

012d

Ll

1mn

6814
88Td
L8TA

Encapsul

€819

PLIL
ELIN

6971

+

6711

e Molecule 1

Ly1a

19%

79%

Chain 1

9vd
(474
BEA
(44|
8T1d

ST0

(429

L

71

R LDWIDE

w_ 0

PROTEIN DATA BANK



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 36

L9¢x

9%2h

Yyl

[44AN

8€TA

2344

[4a)

8zed

€ee1
zeea

6121
81¢I

¥1ca

012d

6814
88TH
L8TA

€8T1D

PLTL
ELIN

6971

6711

n

Encapsul

e Molecule 1

19%

79%

in j

Cha

6711

L71d

(4745

8ETH
€ETS
9¢TS
SCTH
verd
€210
1Ty
L1173

86N

681

€81

1.3
9.1

T

€93

09a

ovd
vd
6EA
814

STd
428

CTL

ELS

71

L5231

Elizds]

4428

avelL

8€Td

4344

TETA

f2faace

€221
egzea

6121
8121

¥1ca

(g4t

68T
88TH
L8TA

€8TD

PLTL
ELIN

69TL

3

n

Encapsul

e Molecule 1

19%

79%

Chain k

> e

6711

L71a

(4745

8ETA
€ETS
9¢TS
SCTA
¥era
€210
114x:¢
L1173

86N

681

€81

L3
9.1

T

o
©
=

09a

ovd
vd
6EA
62l
814

ST

94

71

PAA)

eizds}

YvCL

vl

8€cd

ey

CTETH

ofaac

€2T1
zeea

6121
81¢I

v1ea

orecd

6814
88TH
L8TA

€81D

e Molecule 1

81T

PLTL
ELIN

69TL

n

Encapsul

20%

78%

Chain 1

42!

CTL

94

71

PAA)

9%2h

YHTL

zrel

8z

HETY

0 zeey
|

8¢cd

€ee1
zeea

6121
81CI

¥1ca

012d

Ll

6814
88Td
L8TA

€819

PLTL
E€LIN

6971

S9Td

3

n

Encapsul

e Molecule 1

18%

79%

Chain m

> e

1

6711

LY1Q

ST
verd
€CTD

T21d
4173
86N
681
€81

273
9.1

LY

€94

ovd
(47
B6EA
814

ST

L

71

LSeH

9%2h

Yyl

[4Za
8T
YETY

0 zeey

|

8¢cd

£€eT1
zeea

6121
81¢CI

¥iea

(0] %45

6814
8814
L8TA

€810

PLTL
€LIN

6971

n

Encapsul

e Molecule 1

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 37

19%

79%

Chain n

6711

LY1Q

(4745

8ETA
€ETS
9C1s
SCTA
ve1a
€210
1x4x:¢

L1713

9.1

09a

ST

94

71

LSeH

9%2h

vyl

(4448

8€Cd

4341

zceen

8zcd

€eC1
zeea

6121
81¢I

v1ca

01z

Ll

6874
8814
L8TA

€81

YLl
E€LIN

6971

Ll

n

Encapsul

e Molecule 1

19%

78%

Chain o

ova
vd
6EA
{44}
8Td

STd
42

CTL

L

71

LSeH

Elizds]

{4428

cvel

8€Td

4344

[4A)

8¢ed

€ee1
zeea

6121
81¢I

¥1ca

() gact

Ll

68TH
88TH
L8TA

€8T1D

PLTL
ELIN

69TL

Ll

e Molecule 1

6%TT

n

Encapsul

19%

79%

Chain p

> e

6711

L71d

(445
8ETA
€ETS
9zTs
SCTH
vera
€CTD
T¢TH
4114

86N

681

€81

L.3
9.1

TLA

993

o
©
m

09a

ovd
vd
6EA
{44
8Td

ST

L

71

LS2x

Elizds]

4428

THTl
8€Td
VETY

0 [434%8

|

8¢cd

€ee1
acea

6121
81¢I

¥1ca

(o) 4ct

Ll

68TH
88Td
L8TA

€8T1D

YLTL
€LIN

69TL

Ll

n

Encapsul

e Molecule 1

19%

79%

Chain q

> e

6711

Ly1a

{445

8ETA
€ETS
9CTs
STTA
verd
€2¢10
j14%:
4114

86N

681

€81

Ik
9.1

T

o
©
m

09a

ova
vd
6EA
(44
8T1d

STO

L

71

15Ty

Elizds]

Tvel

(4448

8€Td

41

cee

8¢ed

€ee1
e¢cea

6121
87¢I

¥1ca

() gact

Ll

68TH
88TH
L8TA

€8T1D

PLTL
ELIN

69TL

Ll

n

Encapsul

e Molecule 1

20%

78%

Chain r

09a

> e

TSd
0SH

ovd
{47
6EA
(44|
814

STd
428

CTL

94

71

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 38

LSTx

9%2h

YveL

[47/AN

8€cd

4

(4148

efqac

€21
azea

6121
81¢I

v12a

(o) ¥ach

=

Encapsul

€8TD

YLIL
ELIN

69TL

Ll

6711

L%1d

11

e Molecule 1

19%

79%

Chain s

> e

6711

L71d

(4745

8ETH
€ETS
9¢TS
SCTH
vera
€210
TeTe
L1173

86N

681

€81

L3
9.1

TLA

o
©
=

09a

ovd
cvd
6EA
{44
81d

ST

oY

71

LSTH

9%2h

Yyl

[44AN

8€cC4d

YETY

[44)

8¢cd

€2C1
zeea

6121
81CI

¥ica

(0] %<

Ll

6814
88Td
L8TA

€819

PLTL
E€LIN

6971

+

n

Encapsul

e Molecule 1

18%

79%

Chain t

6971

6711

L71a

(445
8ETA
€ETS
9C1s
ST
vera
€210
T21d

L1743

ovd
(47
B6EA
814

ST

L

71

LSTx

9%Zh

Yvel

(4448

8€cd

veey

e

e

€21
ecea

6121
81¢I

v1ca

(0] act

Ll

Encapsul

6814
88T
L8TA

e Molecule 1

€810

YLIL
€LIN

mn

19%

79%

o
©
m

Chain u

*

6711

Ly1a

1

(445
8ETA
€ETS
92TS
SCTH
verd
€210
TeTe
L1713

86N

681

L8M
€81

L.3
9.1

TLA

09a

ovd
vd
6EA
81d

ST

LS

71

LS9eH

Elizds]

4428

(4448

8€Td

YETY

TETA

8zcd

€221
zeea

6121
8121

¥1ca

(o) gact

€8TD

PLTL
€LIN

69TL

n

Encapsul

e Molecule 1

20%

78%

Chain v

ovd
vd
6EA
{44
814

STh
42

CTL

94

71

PAA)

9%2h

Yyl

[44AN

8€cTd

veey

[44)

8¢cd

€ee1
zeea

6121
81CI

¥ieca

01zd

6814
8814
L8TA

€819

1811

PL1L
E€LIN

6971

6711

n

Encapsul

e Molecule 1

20%

78%

Chain w

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 39

oy

(445}

8ETA
€ETS
9z1s
ST
vera
€210
T21d
L1174

86N

9vd
vd
6EA
{44}
8Td

STd
42!

CTL

L

Ll

71

LS2H

Elizds]

vl

(4448

8€Td

YETY

TETA

8z¢cH

€ee1
zeea

6121
8121

¥1ca

() gact

Ll

11

6814
88TH
L8TA

Encapsul

€81D

YLIL
ELIN

69TL

6711

e Molecule 1

Lv1a

20%

78%

Chain x

681

€81

1.3
9.1

TLA

€94

09a

> e

PAA)

9%2h

Yyl

[44AN

8€cCd

23414

[44)

8¢cd

€ee1
zeea

6121

O

R LDWIDE
PROTEIN DATA BANK

W



Page 40

wwPDB EM Validation Summary Report

EMD-21810, 6WKV

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, I Depositor
Number of particles used 24401 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION

Microscope FEI TALOS ARCTICA Depositor
Voltage (kV) 200 Depositor
Electron dose (e~ /Az) 54 Depositor
Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification Not provided

Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 0.107 Depositor
Minimum map value -0.064 Depositor
Average map value 0.000 Depositor
Map value standard deviation 0.005 Depositor
Recommended contour level 0.019 Depositor
Map size (A) 416.0, 416.0, 416.0 wwPDB
Map dimensions 400, 400, 400 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.04, 1.04, 1.04 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:

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 | i7" 171 S5 | RMSZ | £|2] >5
1 0 0.33 0/2118 0.37 0/2858
1 1 0.33 0/2118 0.37 0/2858
1 2 0.33 0/2118 0.37 0/2858
1 3 0.33 0/2118 0.37 0/2858
1 4 0.33 0/2118 0.37 0/2858
1 5 0.33 0/2118 0.37 0/2858
1 6 0.33 0/2118 0.37 0/2858
1 7 0.33 0/2118 0.37 0/2858
1 8 0.33 0/2118 0.37 0/2858
1 9 0.33 0/2118 0.37 0/2858
1 A 0.33 0/2118 0.37 0/2858
1 B 0.33 0/2118 0.37 0/2858
1 C 0.32 0/2118 0.37 0/2858
1 D 0.33 0/2118 0.37 0/2858
1 E 0.33 0/2118 0.37 0/2858
1 F 0.33 0/2118 0.37 0/2858
1 G 0.32 0/2118 0.37 0/2858
1 H 0.33 0/2118 0.37 0/2858
1 I 0.33 0/2118 0.37 0/2858
1 J 0.33 0/2118 0.37 0/2858
1 K 0.33 0/2118 0.37 0/2858
1 L 0.33 0/2118 0.37 0/2858
1 M 0.33 0/2118 0.37 0/2858
1 N 0.33 0/2118 0.37 0/2858
1 ) 0.33 0/2118 0.37 0/2858
1 P 0.33 0/2118 0.37 0/2858
1 Q 0.33 0/2118 0.37 0/2858
1 R 0.33 0/2118 0.37 0/2858
1 S 0.33 0/2118 0.37 0/2858
1 T 0.32 0/2118 0.37 0/2858
1 U 0.33 0/2118 0.37 0/2858
1 \Y 0.33 0/2118 0.37 0/2858

EMD-21810, 6WKV
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. Bond lengths Bond angles
Mol | Chain | pyia7 | 417 55 | RMSZ | #]2] 5

1 W 0.33 0/2118 0.37 0/2858
1 X 0.33 0/2118 0.37 0/2858
1 Y 0.33 0/2118 0.37 0/2858
1 Z 0.33 0/2118 0.37 0/2858
1 a 0.33 0/2118 0.37 0/2858
1 b 0.33 0/2118 0.37 0/2858
1 c 0.32 0/2118 0.37 0/2858
1 d 0.33 0/2118 0.37 0/2858
1 e 0.33 0/2118 0.37 0/2858
1 f 0.33 0/2118 0.37 0/2858
1 g 0.33 0/2118 0.37 0/2858
1 h 0.33 0/2118 0.37 0/2858
1 i 0.33 0/2118 0.37 0/2858
1 j 0.33 0/2118 0.37 0/2858
1 k 0.33 0/2118 0.37 0/2858
1 1 0.32 0/2118 0.37 0/2858
1 m 0.33 0/2118 0.37 0/2858
1 n 0.33 0/2118 0.37 0/2858
1 0 0.33 0/2118 0.37 0/2858
1 p 0.33 0/2118 0.37 0/2858
1 q 0.32 0/2118 0.37 0/2858
1 r 0.33 0/2118 0.37 0/2858
1 s 0.32 0/2118 0.37 0/2858
1 t 0.32 0/2118 0.37 0/2858
1 u 0.33 0/2118 0.37 0/2858
1 v 0.33 0/2118 0.38 0/2858
1 w 0.33 0/2118 0.37 0/2858
1 X 0.33 0/2118 0.37 0/2858
All All 0.33 | 0/127080 | 0.37 | 0/171480

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within

the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

W

O RLDWIDE
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 0 2079 0 2087 47 0
1 1 2079 0 2087 47 0
1 2 2079 0 2087 48 0
1 3 2079 0 2087 45 0
1 4 2079 0 2087 47 0
1 3 2079 0 2087 20 0
1 6 2079 0 2087 45 0
1 7 2079 0 2087 48 0
1 8 2079 0 2087 48 0
1 9 2079 0 2087 48 0
1 A 2079 0 2087 45 0
1 B 2079 0 2087 20 0
1 C 2079 0 2087 48 0
1 D 2079 0 2087 49 0
1 E 2079 0 2087 46 0
1 F 2079 0 2087 46 0
1 G 2079 0 2087 44 0
1 H 2079 0 2087 45 0
1 I 2079 0 2087 46 0
1 J 2079 0 2087 49 0
1 K 2079 0 2087 46 0
1 L 2079 0 2087 44 0
1 M 2079 0 2087 48 0
1 N 2079 0 2087 47 0
1 O 2079 0 2087 47 0
1 P 2079 0 2087 45 0
1 Q 2079 0 2087 44 0
1 R 2079 0 2087 47 0
1 S 2079 0 2087 47 0
1 T 2079 0 2087 50 0
1 U 2079 0 2087 44 0
1 \Y 2079 0 2087 46 0
1 W 2079 0 2087 52 0
1 X 2079 0 2087 11 0
1 Y 2079 0 2087 45 0
1 Z 2079 0 2087 46 0
1 a 2079 0 2087 46 0
1 b 2079 0 2087 42 0
1 c 2079 0 2087 46 0
1 d 2079 0 2087 46 0
1 e 2079 0 2087 48 0
1 t 2079 0 2087 45 0
1 g 2079 0 2087 45 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 h 2079 0 2087 48 0
1 1 2079 0 2087 46 0
1 ] 2079 0 2087 48 0
1 k 2079 0 2087 48 0
1 1 2079 0 2087 49 0
1 m 2079 0 2087 45 0
1 n 2079 0 2087 44 0
1 0 2079 0 2087 47 0
1 p 2079 0 2087 48 0
1 q 2079 0 2087 45 0
1 r 2079 0 2087 48 0
1 s 2079 0 2087 46 0
1 t 2079 0 2087 42 0
1 u 2079 0 2087 45 0
1 v 2079 0 2087 48 0
1 w 2079 0 2087 48 0
1 X 2079 0 2087 49 0
2 0 62 38 38 3 0
2 1 62 38 38 2 0
2 2 31 19 19 0 0
2 3 31 19 19 0 0
2 4 31 19 19 0 0
2 d 62 38 38 1 0
2 6 31 19 19 4 0
2 7 62 38 38 3 0
2 A 31 19 19 1 0
2 B 31 19 19 1 0
2 C 31 19 19 0 0
2 D 62 38 38 3 0
2 E 31 19 19 4 0
2 F 31 19 19 4 0
2 G 62 38 38 4 0
2 I 31 19 19 0 0
2 J 31 19 19 5 0
2 M 62 38 38 0 0
2 N 31 19 19 1 0
2 O 31 19 19 2 0
2 P 31 19 19 0 0
2 Q 31 19 19 0 0
2 R 31 19 19 1 0
2 S 31 19 19 0 0
2 T 31 19 19 4 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 V 31 19 19 4 0
2 W 31 19 19 1 0
2 X 31 19 19 4 0
2 Y 31 19 19 1 0
2 a 62 38 38 2 0
2 c 31 19 19 0 0
2 d 31 19 19 0 0
2 e 31 19 19 3 0
2 f 31 19 19 1 0
2 h 62 38 38 2 0
2 i 31 19 19 1 0
2 j 31 19 19 2 0
2 k 31 19 19 1 0
2 m 62 38 38 4 0
2 n 31 19 19 0 0
2 p 62 38 38 2 0
2 q 31 19 19 0 0
2 r 62 38 38 1 0
2 S 31 19 19 1 0
2 t 31 19 19 2 0
2 u 31 19 19 2 0
2 w 31 19 19 1 0
2 X 31 19 19 1 0

All All 126600 1140 126360 2769 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 11.

The worst 5 of 2769 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:I:123:CYS:HG 1:I:126:SER:HG 1.18 0.91
1:C:138:LYS:HE2 | 1:C:257:LYS:HD3 1.59 0.85
1:5:138:LYS:HE2 | 1:5:257:LYS:HD3 1.59 0.84
1:Q:138:LYS:HE2 | 1:Q:257:LYS:HD3 1.60 0.84
1:B:138:LYS:HE2 | 1:B:257:LYS:HD3 1.60 0.84

There are no symmetry-related clashes.

EMD-21810, 6WKV
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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.

Percentiles
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Mol | Chain Analysed Favoured | Allowed | Outliers
1 0 255/258 (99%) 238 (93%) 17 (7%) 0
1 1 255/258 (99%) 238 (93%) 17 (7%) 0
1 2 255/258 (99%) 238 (93%) 17 (7%) 0
1 3 255/258 (99%) 238 (93%) 17 (7%) 0
1 4 255/258 (99%) 238 (93%) 17 (7%) 0
1 5 255/258 (99%) 238 (93%) 17 (7%) 0
1 6 255/258 (99%) 238 (93%) 17 (7%) 0
1 7 255/258 (99%) 238 (93%) 17 (7%) 0
1 8 255/258 (99%) 238 (93%) 17 (7%) 0
1 9 255/258 (99%) 238 (93%) 17 (7%) 0
1 A 255/258 (99%) 238 (93%) 17 (7%) 0
1 B 255/258 (99%) 238 (93%) 17 (7%) 0
1 C 255/258 (99%) 238 (93%) 17 (7%) 0
1 D 255/258 (99%) 238 (93%) 17 (7%) 0
1 E 255/258 (99%) 238 (93%) 17 (7%) 0
1 F 255/258 (99%) 238 (93%) 17 (7%) 0
1 G 255/258 (99%) 238 (93%) 17 (7%) 0
1 H 255/258 (99%) 238 (93%) 17 (7%) 0
1 I 255/258 (99%) 238 (93%) 17 (7%) 0
1 J 255/258 (99%) 238 (93%) 17 (7%) 0
1 K 255/258 (99%) 238 (93%) 17 (7%) 0
1 L 255/258 (99%) 238 (93%) 17 (7%) 0
1 M 255/258 (99%) 238 (93%) 17 (7%) 0
1 N 255/258 (99%) 238 (93%) 17 (7%) 0
1 O 255/258 (99%) 238 (93%) 17 (7%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 P 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 Q 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 R 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 S 955/258 (99%) | 238 (93%) | 17 (7%) 0 100 ] [ 100]
1 T 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 U 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 \Y% 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 W 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 X 255/258 (99%) 238 (93%) | 17 (7%) 0 |
1 Y 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 Z 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 a 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 b 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 c 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 d 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 e 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 f 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 g 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 h 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 i 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 i 955/258 (99%) | 238 (93%) | 17 (7%) 0 100 ] [ 100]
1 k 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 1 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 m 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 n 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 0 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 p 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 q 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 r 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 s 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 t 255/258 (99%) 238 (93%) | 17 (%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 u 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 v 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 w 255/258 (99%) 238 (93%) | 17 (%) 0 |
1 X 955/258 (99%) | 238 (93%) | 17 (7%) 0 100 ] [ 100]

All | Al | 15300/15480 (99%) | 14280 (93%) | 1020 (7%) 0 |

There are no Ramachandran outliers to report.

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 0 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 1 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 2 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 3 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 4 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 5 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 6 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 7 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 8 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 9 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 A 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 B 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 C 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 D 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 E 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 F 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 G 226/227 (100%) 219 (97%) 7 (3%) 35 68

Continued on next page...


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

EMD-21810, 6WKV

wwPDB EM Validation Summary Report

Page 49

Continued from previous page...

Mol

n
Q
| 0| oo |w|ow|w|w|w|w|w|xw]|w|w|w|w|w|w|xw|w|w|w|w|w|w|xw|w|w|xw|w]|ow]|w]|ow
,.m6666666666666666666666666666666
Q
Clolviviviviviv i v v v v v @ @ v v v v v v v v vl v e 9| || ||
ol el el G e R I e R MGl e MR e M N el Mo B Ml e MR e B M BN el Nl Ml e M M e B M BN el BB Ml e M o
[al
)
o IS S O ol oiaiaiaoilaiaia oo oo oo iaoiaoiaiaiaiailaias oo o o iaoie
N S R S R N N A R Y S S R S R S S R A S R S RS R
el el R R e R A R R A B R B A R A B e R e A R A B A B R B A R A B e R B A R Bl B R B R A B e R B A R A R B R R A R A e
m(((((((((((((((((((((((((((((((
07777777777777777777777777777777
.w\W\W/\mw\W\W\W\W\W\W\W\W\W\W\W\W\W\W\W\W/\W\W\W\W\W\W\W\W\W\W\W\W
MWW/777?&/WW/WWMVMVW/WWWWWWW/WWW/WW/WWVWW/
I~ |~ |~ |~ | B~ |~ |~ |~ |~ |BF~|D~ |~ |~ |D~|BF~ |~ |~ |~ |D~|F~ |~ |~ |D~|D~ ||| |D |||
Elo|lolo|lao|lo|lo|la|lao|lolao|la|lolola|la|lolao|la|lolola|lalola|la|lolola|lalo|lo
a(((((((((((((((((((((((((((((((
Lclolojlolo|lojlo|lo|lolo|lao|lo|lo|jlo|o|lolo|lo|lololo|lo|lo|jlo|lo|lololao|lolo|lo| o
01111111111111111111111111111111
o= I N IS B I IS S S B N R X B I BN S N B BN I K B I I S BN I IS S IS IR N (R I B I I
SIS IS S IS IS IS IS IS S IS IS e T TN T T T e N INT N e e N N e T Tee
N[NNI XX | X[ XXX XXX [XIXI XXX XX XXX XXX |X|X|X|IX|X
Sl|lo|lo|loc|o|locolo|lo|lo|locojlo|o|lolo|lo|lo|locolo|lo|lolo|lo|lo|lolo|o|lolo|lo|lololo
I E=RR=RE=1R=RR=RE=NR=RE=RR=RE=RR=RR=RE=NR=RE=RR=RR=RR=RR=R =N R=RE=1R=1R=R=RR=1R=NER=RE=RR=1ER=
n|l || |||~ ||| ]| |||~~~ | |~~~ | |
y(((((((((((((((((((((((((((((((
SIS S RS S S R RS RS RS RS R SR RS SR R S R S R R R S R S R R R SR R S RS RSN RS R SR RS RS R AR AR S
NN RN RN RN RN E N N R RN R R R RN E RN E R R RN R RN RN R RN RN N RN BN R A B R RN R RN RN BN B BN R =Y
SN | N[NNI NN[N|N|NN|N|NNN|N]NN|N|NN NN NN NN NN NN ANS
A///////////////////////////////
Olo|lo|lv|lvo|lo|lvo|lv|lo|lo|lv|lo|lo|lo|lv|lo|lo|lv|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|lo|wo|w
N RN RN RN RN RN A RN A RN R RN R R B RN A RN A RN RN B RN B N A RN A BN N BN A BN R B A RN A BN A B A BN B B R R
NI NININ|IN|INININ|IANININ|NININNINININ|NINININININININININ(NIANAN
=
Slm|= || |a|Z2|z|o|a| Ol |n|lEH|p|F|E|X|>= N s|a|o|T|o|w]| ||~~~
@)

Continued on next page...

D WI1IDE

W O R L

SPDB
b
PROTEIN DATA BANK



Page 50

wwPDB EM Validation Summary Report

EMD-21810, 6WKV

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 m 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 n 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 0 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 p 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 q 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 r 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 s 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 t 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 u 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 v 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 w 226/227 (100%) 219 (97%) 7 (3%) 35 68
1 X 226/227 (100%) 219 (97%) 7 (3%) 35 68

All All 13560/13620 (100%) | 13140 (97%) | 420 (3%) 36 68

5 of 420 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 7 13 GLU
1 e 203 GLU
1 v 13 GLU
1 8 13 GLU
1 b 56 GLU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 116
such sidechains are listed below:

Mol | Chain | Res | Type
1 4 30 GLN
1 4 30 GLN
1 b 249 ASN
1 u 249 ASN
1 p 249 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

60 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 CountsBOIPI{(ll\/IgEZn gt:ES\Z | > 2 CountsBOflillil/[Saanljéqu | > 2
2 FMN X 301 - 33,33,33 | 3.74 18 (54%) | 48,50,50 | 1.29 8 (16%)
9 | FMN | A | 301 | - [333333| 3.64 | 18 (54%) | 48,50,50 | 1.24 | 8 (16%)
2 FMN k 301 - 33,33,33 | 3.65 18 (54%) | 48,50,50 | 1.19 7 (14%)
9 | FMN | o0 | 301 | - 333333 3.63 | 18 (54%) | 48,50,50 | 1.35 | 9 (18%)
2 FMN 5 302 - 33,33,33 | 3.55 18 (54%) | 48,50,50 | 1.22 7 (14%)
2 | FMN | B | 301 | - |333333| 355 | 18 (54%) | 48,5050 | 1.30 | 9 (18%)
2 FMN G 301 - 33,33,33 | 3.73 18 (54%) | 48,50,50 | 1.29 9 (18%)
2 FMN S 301 - 33,33,33 | 3.67 18 (54%) | 48,50,50 | 1.28 8 (16%)
2 | FMN | ¢ | 301 | - |[333333| 371 | 18 (54%) | 48,5050 | 1.24 | 8 (16%)
2 FMN D 301 - 33,33,33 | 3.63 18 (54%) | 48,50,50 | 1.23 7 (14%)
2 FMN 1 302 - 33,33,33 | 3.58 18 (54%) | 48,50,50 | 1.23 6 (12%)
2 | FMN | F | 301 | - |333333| 3.65 | 18 (54%) | 48,5050 | 1.27 | 7 (14%)
2 FMN M 302 - 33,33,33 | 3.60 18 (54%) | 48,50,50 | 1.28 8 (16%)
2 FMN w 301 - 33,33,33 | 3.97 18 (54%) | 48,50,50 | 1.27 9 (18%)
9 | FMN | 1 | 301 | - |[333333| 359 | 18 (54%) | 48,50,50 | 1.25 | 8 (16%)
2 FMN W 301 - 33,33,33 | 3.69 18 (54%) | 48,50,50 | 1.25 7 (14%)
2 FMN a 302 - 33,33,33 | 3.63 18 (54%) | 48,50,50 | 1.39 9 (18%)
9 | FMN | M | 301 | - 333333 3.67 | 18 (54%) | 48,50,50 | 1.22 | 7 (14%)
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Mol | Type | Chain | Res | Link | o BP0 1 e | RSy 12~ 2
2 [FMN| Q [301] - [333333] 361 | 18 (54%) | 48,50,50 | 1.25 | 8 (16%)
2 [ FMN | x [301] - [333333] 364 | 18 (54%) | 48,5050 | 1.20 | 6 (12%)
2 | FMN r 302 | - [333333] 3.65 | 18 (54%) | 48,5050 | 1.27 | 8 (16%)
2 |FMN | u [301| - [333333] 365 | 18 (54%) | 48,50,50 | 1.20 | 9 (18%)
2 |[FMN| R [301] - [333333] 363 | 18 (54%) | 48,5050 | 1.23 | 6 (12%)
2 |FMN| a [301] - [333333] 362 | 18 (54%) | 48,5050 | 1.34 | 8 (16%)
2 |FMN| E |301| - [333333] 369 | 18 (54%) | 48,50,50 | 1.35 | 9 (18%)
2 |FMN| n [302] - [333333| 361 | 18 (54%) | 48,5050 | 1.29 | 8 (16%)
2 | FMN 1 301 | - [333333] 3.64 | 18 (54%) | 48,5050 | 1.23 | 7 (14%)
2 | FMN | m [302] - [333333] 368 | 18 (54%) | 48,50,50 | 1.29 | 10 (20%)
2 |[FMN| € [301] - [333333] 365 | 18 (54%) | 48,5050 | 1.17 | 7 (14%)
2 |FMN | p 302 - [333333] 360 | 18 (54%) | 48,50,50 | 1.20 | 8 (16%)
2 |FMN| D [302] - [333333| 358 | 18 (54%) | 48,5050 | 1.23 | 7 (14%)
2 |[FMN| G [302] - [333333| 359 | 18 (54%) | 48,5050 | 1.23 | 8 (16%)
2 |FMN | m [301| - [333333] 357 | 18 (54%) | 48,50,50 | 1.20 | 7 (14%)
2 | FMN | da [301] - [333333] 363 | 18 (54%) | 48,5050 | 1.23 | 6 (12%)
2 |FMN | Vv [301| - [333333] 369 | 18 (54%) | 48,50,50 | 1.33 | 9 (18%)
2 | FMN | 2 301 | - [3333,33] 3.69 | 18 (54%) | 48,5050 | 1.26 | 8 (16%)
2 |FMN| b [301] - [333333] 368 | 18 (54%) | 48,5050 | 1.23 | 7 (14%)
2 | FMN | e 301 | - [33,3333] 3.61 | 18 (54%) | 48,5050 | 1.24 | 8 (16%)
2 | FMN s 301 | - [333333] 372 | 18 (54%) | 48,50,50 | 1.25 | 8 (16%)
2 |FMN| T [301] - [333333| 358 | 18 (54%) | 48,5050 | 1.34 | 9 (18%)
2 |FMN | Y [301| - [333333] 369 | 18 (54%) | 48,50,50 | 1.25 | 7 (14%)
2 |[FMN| p [301] - [333333] 363 | 18 (54%) | 48,5050 | 1.26 | 6 (12%)
2 | FMN r 301 | - [33,33,33] 3.68 | 18 (54%) | 48,5050 | 1.25 | 7 (14%)
2 [FMN| q [301] - [333333| 364 | 18 (54%) | 48,5050 | 1.24 | 8 (16%)
2 |FMN | 3 301 | - [333333] 3.69 | 18 (54%) | 48,50,50 | 1.22 | 7 (14%)
2 | FMN t 301 | - [33,33,33] 357 | 18 (54%) | 48,5050 | 1.29 | 8 (16%)
2 | FMN f 301 | - [333333] 357 | 18 (54%) | 48,50,50 | 1.29 | 10 (20%)
2 |FMN | P |301| - [333333| 369 | 18 (54%) | 48,50,50 | 1.28 | 9 (18%)
2 | FMN | 5 301 | - [33,33,33] 3.66 | 18 (54%) | 48,5050 | 1.24 | 7 (14%)
2 | FMN I 301 | - [333333] 3.64 | 18 (54%) | 48,50,50 | 1.27 | 8 (16%)
2 |FMN | o0 302 | - [333333] 364 | 18 (54%) | 48,50,50 | 1.20 | 7 (14%)
2 |FMN | 7 [302| - [333333] 367 | 18 (54%) | 48,5050 | 1.21 | 6 (12%)
2 |FMN | 6 301 | - [333333] 361 | 18 (54%) | 48,50,50 | 1.44 | 9 (18%)
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Mol | Type | Chain | Res | Link | oo | RMSE | 412]5 2 | Couns | RMSE] £12]5 2
2 FMN N 301 - 33,33,33 | 3.70 18 (54%) | 48,50,50 | 1.28 9 (18%)
2 FMN j 301 - 33,33,33 | 3.65 18 (54%) | 48,50,50 | 1.23 7 (14%)
2 FMN J 301 - 33,33,33 | 3.93 18 (54%) | 48,50,50 | 1.27 8 (16%)
2 FMN O 301 - 33,33,33 | 3.96 18 (54%) | 48,50,50 | 1.29 10 (20%)
2 FMN n 301 - 33,33,33 | 3.57 18 (54%) | 48,50,50 | 1.26 8 (16%)
2 FMN 7 301 - 33,33,33 | 3.93 18 (54%) | 48,50,50 | 1.28 8 (16%)
2 FMN 4 301 - 33,33,33 | 3.62 18 (54%) | 48,50,50 | 1.24 8 (16%)

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
2 FMN X 301 - - 10/18/18/18 | 0/3/3/3
2 FMN A 301 - - 12/18/18/18 | 0/3/3/3
2 FMN k 301 - - 11/18/18/18 | 0/3/3/3
2 FMN 0 301 - - 14/18/18/18 | 0/3/3/3
2 FMN 5 302 - - 12/18/18/18 | 0/3/3/3
2 FMN B 301 - - 12/18/18/18 | 0/3/3/3
2 FMN G 301 - - 12/18/18/18 | 0/3/3/3
2 FMN S 301 - - 12/18/18/18 | 0/3/3/3
2 FMN ¢ 301 - - 5/18/18/18 | 0/3/3/3
2 FMN D 301 - - 11/18/18/18 | 0/3/3/3
2 FMN 1 302 - - 11/18/18/18 | 0/3/3/3
2 FMN F 301 - - 9/18/18/18 | 0/3/3/3
2 FMN M 302 - - 8/18/18/18 | 0/3/3/3
2 FMN w 301 - - 8/18/18/18 | 0/3/3/3
2 FMN i 301 - - 11/18/18/18 | 0/3/3/3
2 FMN W 301 - - 9/18/18/18 | 0/3/3/3
2 FMN a 302 - - 10/18/18/18 | 0/3/3/3
2 FMN M 301 - - 8/18/18/18 |0/3/3/3
2 FMN Q 301 - - 9/18/18/18 |0/3/3/3
2 FMN X 301 - - 6/18/18/18 | 0/3/3/3
2 FMN T 302 - - 5/18/18/18 | 0/3/3/3
2 FMN u 301 - - 9/18/18/18 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
2 FMN R 301 - - 13/18/18/18 | 0/3/3/3
2 FMN a 301 - - 11/18/18/18 | 0/3/3/3
2 FMN E 301 - - 13/18/18/18 | 0/3/3/3
2 FMN h 302 - - 11/18/18/18 | 0/3/3/3
2 FMN 1 301 - - 9/18/18/18 |0/3/3/3
2 FMN m 302 - - 13/18/18/18 | 0/3/3/3
2 FMN C 301 - - 2/18/18/18 | 0/3/3/3
2 FMN p 302 - - 12/18/18/18 | 0/3/3/3
2 FMN D 302 - - 4/18/18/18 | 0/3/3/3
2 FMN G 302 - - 5/18/18/18 | 0/3/3/3
2 FMN m 301 - - 9/18/18/18 |0/3/3/3
2 FMN d 301 - - 13/18/18/18 | 0/3/3/3
2 FMN \Y 301 - - 3/18/18/18 | 0/3/3/3
2 FMN 2 301 - - 7/18/18/18 | 0/3/3/3
2 FMN h 301 - - 13/18/18/18 | 0/3/3/3
2 FMN e 301 - - 14/18/18/18 | 0/3/3/3
2 FMN S 301 - - 9/18/18/18 | 0/3/3/3
2 FMN T 301 - - 7/18/18/18 | 0/3/3/3
2 FMN Y 301 - - 13/18/18/18 | 0/3/3/3
2 FMN p 301 - - 12/18/18/18 | 0/3/3/3
2 FMN T 301 - - 8/18/18/18 | 0/3/3/3
2 FMN q 301 - - 9/18/18/18 | 0/3/3/3
2 FMN 3 301 - - 9/18/18/18 |0/3/3/3
2 FMN t 301 - - 12/18/18/18 | 0/3/3/3
2 FMN f 301 - - 10/18/18/18 | 0/3/3/3
2 FMN P 301 - - 3/18/18/18 | 0/3/3/3
2 FMN 5 301 - - 10/18/18/18 | 0/3/3/3
2 FMN I 301 - - 8/18/18/18 | 0/3/3/3
2 FMN 0 302 - - 10/18/18/18 | 0/3/3/3
2 FMN 7 302 - - 8/18/18/18 | 0/3/3/3
2 FMN 6 301 - - 15/18/18/18 | 0/3/3/3
2 FMN N 301 - - 15/18/18/18 | 0/3/3/3
2 FMN j 301 - - 12/18/18/18 | 0/3/3/3
2 FMN J 301 - - 4/18/18/18 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
2 FMN O 301 - - 12/18/18/18 | 0/3/3/3
2 FMN n 301 - - 9/18/18/18 |0/3/3/3
2 FMN 7 301 - - 9/18/18/18 |0/3/3/3
2 FMN 4 301 - - 11/18/18/18 | 0/3/3/3
The worst 5 of 1080 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 W 301 | FMN | C7TM-C7 | 8.44 1.66 1.51
2 s 301 | FMN | CTM-C7 | 8.39 1.66 1.51
2 u 301 | FMN | C7TM-C7 | 8.39 1.66 1.51
2 Y 301 | FMN | C7TM-C7 | 8.37 1.66 1.51
2 r 302 | FMN | C7TM-C7 | 8.33 1.66 1.51
The worst 5 of 469 bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
2 a 301 | FMN | C4-C3-C2" | -4.11 106.73 113.57
2 \Y 301 | FMN | C4-C3-C2" | -3.83 107.19 113.57
2 6 301 | FMN | C4’-C3-C2’" | -3.60 107.57 113.57
2 r 302 | FMN | C4-C3-C2" | -3.52 107.71 113.57
2 4 301 | FMN | C4A-C10-N10 | 3.14 120.97 116.48

There are no chirality outliers.

5 of 581 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
2 A 301 | FMN | N10-C1’-C2’-02’
2 A 301 | FMN | N10-C1-C2-C3’
2 A 301 | FMN | C2-C3’-C4’-04’
2 A 301 | FMN | C2-C3-C4’-C5’
2 A 301 | FMN | O3-C3-C4’-04’

There are no ring outliers.

39 monomers are involved in 79 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 X 301 | FMN 4 0
2 A 301 | FMN 1 0
2 k 301 | FMN 1 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 0 301 | FMN 3 0
2 B 301 | FMN 1 0
2 G 301 | FMN 4 0
2 D 301 | FMN 1 0
2 1 302 | FMN 2 0
2 F 301 | FMN 4 0
2 W 301 | FMN 1 0
2 i 301 | FMN 1 0
2 W 301 | FMN 1 0
2 a 302 | FMN 2 0
2 X 301 | FMN 1 0
2 u 301 | FMN 2 0
2 R 301 | FMN 1 0
2 E 301 | FMN 4 0
2 h 302 | FMN 1 0
2 m 302 | FMN 3 0
2 p 302 | FMN 2 0
2 D 302 | FMN 2 0
2 m 301 | FMN 1 0
2 \Y 301 | FMN 4 0
2 h 301 | FMN 1 0
2 e 301 | FMN 3 0
2 s 301 | FMN 1 0
2 T 301 | FMN 4 0
2 Y 301 | FMN 1 0
2 r 301 | FMN 1 0
2 t 301 | FMN 2 0
2 f 301 | FMN 1 0
2 5 301 | FMN 1 0
2 7 302 | FMN 2 0
2 6 301 | FMN 4 0
2 N 301 | FMN 1 0
2 j 301 | FMN 2 0
2 J 301 | FMN 5 0
2 O 301 | FMN 2 0
2 7 301 | FMN 1 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
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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 FMN A 301
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Ligand FMN k 301
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Ligand FMN 0 301
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Ligand FMN 5 302
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Ligand FMN B 301
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Ligand FMN G 301
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Ligand FMN S 301
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Ligand FMN c 301
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Ligand FMN D 301
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Ligand FMN 1 302
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Ligand FMN F 301
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Ligand FMN M 302
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Ligand FMN w 301
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Ligand FMN i 301
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Ligand FMN W 301
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Ligand FMN a 302
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Ligand FMN M 301
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Ligand FMN Q 301
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Ligand FMN x 301
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Ligand FMN r 302
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