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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 70.00 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
Ramachandran outliers [l

Sidechain outliers

Worse

Percentile Ranks

I Percentile relative to all structures

[I Percentile relative to all EM structures

- |
I 2.5%

I 16.6%

Better

Value

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

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

Mol | Chain | Length Quality of chain
100% -
I
1 A 840 25% 51% 20% .
100% -
I
1 D 840 25% 50% 20% .
100% -
I
1 G 840 24% 51% 20% .
99% -
I
1 J 840 26% 50% 20% .
100% -
I
1 M 840 26% 50% 21% .
100% -
I
1 S 840 25% 51% 20% .
100% -
Y
66% 26% 6% -
2 B 145
90%
Y
64% 27% 6% .o
2 E 145
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Continued from previous page...

Mol | Chain | Length Quality of chain
T00%
1 —
2 H 145 64% 27% 6% -
100%
1
2 K 145 64% 26% 6% -
100%
I —
2 N 145 64% 27% 6% -
100%
T —
2 T 145 65% 26% 6%
100%
e —
3 C 147 60% 37% .
96%
1
3 F 147 60% 38% .
100% _
Y
3 I 147 61% 37% B
82%
T
3 L 147 61% 37% .
100% _
T
3 O 147 61% 37% B
100% _
T,
57% 40% .
3 U 147
99%
T —
62% 29% 6% ++
4 1 375
96%
I —
55% 34% 9%
4 2 375
99%
I —
62% 30% 6% -
4 3 375
99%
I ——
4 4 375 62% 30% 6% oo
99%
.
4 5 375 63% 29% 6% o+
99%
T
4 6 375 64% 28% 6% o+
99%
1 —
4 7 375 64% 27% 6%
99%
Y —
58% 31% 8%
4 8 375
99%
T ——
4 9 375 58% 32% 8%
99%
Y —
4 AY 375 55% 34% 8%
99%
T ——
4 W 375 55% 33% 9%
93%
T ]
4 X 375 61% 30% 7% =.
99%
T ——
4 Y 375 61% 30% 7% +.
99%
I —
4 Z 375 57% 32% 8%

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-
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ria:

Electron density

Chirality | Geometry | Clashes

505
253
764
768

782
839
953

782
839
295
253

764
768
84
295
205
253

764

768

839
84
35

253
839
84
205
764
839
84

Type | Chain | Res

MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY
MLY

Mol
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 94966 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the AltConf column contains the number of residues with at least one atom
in alternate conformation and the Trace column contains the number of residues modelled with at
most 2 atoms.

e Molecule 1 is a protein called SKELETAL MUSCLE MYOSIN II.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 840 6797 4382 1135 1243 37 0 0

Total C N O S
1 D 840 6797 4382 1135 1243 37 0 0

Total C N @) S
1 G 840 6797 4382 1135 1243 37 0 0

Total C N @) S
1 J 840 6797 4382 1135 1243 37 0 0

Total C N O S
1 M 840 6797 4382 1135 1243 37 0 0

Total C N O S
1 S 840 6797 4382 1135 1243 37 0 0

e Molecule 2 is a protein called SKELETAL MUSCLE MYOSIN II REGULATORY LIGHT

CHAIN.
Mol | Chain | Residues Atoms AltConf | Trace
2| B 5| o e g 0 0
2| E 5| o e g 0 0
2| B 5| o e g 0 0
2| K 5| o e g 0 0
2| N 5| o e g 0 0
2 7 5| o e g 0 0

e Molecule 3 is a protein called SKELETAL MUSCLE MYOSIN II ESSENTIAL LIGHT
CHAIN.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms AltConf | Trace
3 ¢ 147 1;(;;&31 6;]8 116\318 2(;0 s 0 0
3 d 147 ?(it;?)l 6(918 115\318 2(3?0 g 0 0
3 ! 147 ?ig?’)l 638 115\318 220 g 0 0
3 L 147 ?igl 638 116\318 220 g 0 0
3 O 147 ?it;;l 638 116\318 2(?30 g 0 0
3 v 147 ?it;;l 638 11;18 2(?3() g 0 0

e Molecule 4 is a protein called SKELETAL MUSCLE ACTIN.

Mol | Chain | Residues Atoms AltConf | Trace
4 L 372 1;8821 1&5’)6 41§9 5(6)1 280 0 0
4 2 372 ggg?sl 1&%6 41§9 5(6)1 28() 0 0
4 3 372 gggzl 15%6 412\319 5(6)1 28() 0 0
4 4 372 gggzl 15%6 412\3]9 5((?1 2SO 0 0
4 g 372 ggg?sl 1§36 412\319 521 2S() 0 0
4 6 372 ggg?il 1§36 41;;9 521 ZS() 0 0
4 7 372 ggg%l 15%6 415\519 521 2S() 0 0
4 8 372 rggg?}l 15%6 415\519 5(6)1 280 0 0
9 52| o006 186 40 sl %0 ; 0
4 v 372 538361 18036 429 5(6)1 2SO ¥ 0
4 W 372 538361 1SC?>6 429 5(6)1 280 ¥ 0
4 X 372 gggél 18%)6 429 5(6)1 280 0 0
4 Y 372 gggél 18%6 429 5(6?1 280 0 0
4 z 372 gggz'l 1SC36 429 5((?1 ZSO 0 0
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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: SKELETAL MUSCLE MYOSIN II
100%
. I ———— |
Chain A: 25% 519% 20% .

OO0 P00 P00 0000009900090 0000000090909 P99 9990999099990 9%990%9%9%090 90
o o™ D w 0 O O = N m 0 O O = o w © © -« N wn © o O oN
COOPPPP PP 0000000900090 0099000000009 9P009 9909099900999 9009990%9%9%9090 90
< o - 0 O o = [l 0 © O = N M I v © O
OO0 P00 P P00 P00 0 9090000000099 00 P00 9090990990099 900999909099909%2%9%9090 90
m t') UJ <" <r <r <r LfJ (") Q‘
S EE e HEOHEEREE 23
OO P00 0000000900000 0009000009099 9090999099099 9909%9090%%9%090 90
B 0\ S N 0’)
OO P00 PP P00 9000090900000 0090P0 0009090909090 90P00990909090 9090090999099 900%0%9%09090
3 2 LE28 5 B E
OO P00 P P00 P00 P00 0 9090090900099 9009099090900 9909909900909099909929%9909%%9%9%90 90
OOV PP P00 PP 0009900000990 PPP P00 9P0099900990900999909999%9%9%909% 90
qd K - H - BEE BEEE | B BEE  EE
288 2 g 2@a M ERER ER R TN BN EE
OOV PP 0000009000090 P0 0000009909000 900909090900999090909099090009099909%9%99%99090 0
8 288339382 28 388 g
g o EERERE g3 533 5 g

OO0 PP PP PP PP PP 0000000090999 90909090909909099099099999999%999%9%99%9%9%9%99%9%99 90

<”I

A101
L103
K107
Y110
wi13
Y116
S119
L121
F122
Cc123

-
®

L132
P133
A151
P152

o
=

A235
K236
T237
V238
R239
N240
D241

I >
N N
=} =

L269
1300
L303

K\ O
o 0
= =

< v © 0 o
o

&~ o < 10
o O o o ~
m o m® m O ™
- H B B = >

o~ ~
[ m M 3]
> > > (5]

@ o
<

- o
0 ©
)
<

D311
G318
A345
K348
1351
Y352
G356
M359
Y3
G36:

™
=

E347

™
o,

N oM
N
o o
|

K365
K369
Q374
K385
1389
V422

L429
Q453
R455
E468
F470

¥ w © © o - o ¢ w © © o < [ - N MO ¢ LW O~ o o 0 o O () = o
© ) [} S o o o —- N o «® <

& ¥ < < Sy RS S s < [TopTe} ) re) [Co Yo BYo BT JYo RYe e ) 0w 0L o o ) [t} n 0

= | oX o [=T mom = = o Mm x =} B nhH Ao = = T 29 — = K

WO RLDWIDE

er

PROTEIN DATA BANK


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

Page 8 wwPDB EM Validation Summary Report EMD-1001, 1019

OOV P00 000000 PP P99 090P0P0 0909909090999 99999999990999%29%%9%%9%9%09 90

‘—1 h
S 2 3 2% 5 2 3 © 2 K 2 3 &
w0 w0 mm wn w0 0 w0 w [Te} w0 w0 w0
= 1= |2 x oA " - o = S < 12 —

< = N m o o - N o ¢ W 0 O O = N M 0 o o [
< © © © © N~ N~ e} 0 0 0 O O O O (o) 2 O o 9o
w 0 0 w 0 w w 0w w W W W W W w0 w wn © © ©
4 X on = X oA < ER R = Aa > =2 H+H n = = X [V

COPPPPP PP P00 0000000900000 0090909090909099090990990999999599999%9%9%9%9%9%9%9%9%99 9
= = o n > = < > O n N o < 4 ~ = =
OO PP PP PP PP PP PP P00 P00 0909090990999099099099099099999999%999%9%99%9%99%9%9%9%09%9 90

-

@ 8 5 8
© © © &~
= m O o

COOPPPP PP PP PP P00 0000090000909 09090909090990990999099099299%9%99%9%%9%%9%9%99% 90

0 O I~ I~ 0 O W N M g v O 0 O O = o
o O a4 N N m m M M M M M o < +F
© © © © © © © © © © O O © © © © © ©
H B> ©O U0 M < 3 U0 U X T O X M X

© N~ 0 O O o < ~ 0 O N M
© © © K~ N ~ N~ N ©
© © © © © © © © © © © ©
L2 I == R - PR ) O A =2 |\ oA

<+ W o N M ¢ 0 O N o = N m [} (o2} -~ M ¢ W © (o] — n - N M
I @ o O m O 00 R N | <+ 0 © © © © © ~ ~ © © ©
=N ~ [ N N S ~E S S SN ~ ~ e [ ~ ~ ~ ~N N
> e % H Ao ko o m XX < n 2} < [T} BoX > < ] ] ax A

OO PPPP PP PP PP P00 0009000000009 909090990990990990999999999999%99%99%9%9%9%9%9%9990

o o wn ©
— [
© 0 © ©
- = = =

© oel o = o + W0 © N~ 0 by - N M 0 » O o o0 n 0 N~ o
d d D [ D O DD O - o N N M M ) m M o Sy
N~ ~ ~ NN [ S S S S @Q 0 0 0 © © ] 0 0 0 @
- = B o< (SRR A ] ~ B own H m = oA B3 X B3

e Molecule 1: SKELETAL MUSCLE MYOSIN II

100%
. I — e —
Chain D: 25% 50% 20% .

OOV PP PP PP 0000000009000 90909009090909909909909909909999992599%99%999%9%99%9%9%90990
o o™ o wn D O = N M o O — o n © N~ —- N wn o O o m
OO PPP PP P000 P90 0PP0009090 0009090090909 09090909090909909099990999909999%9%99%9%9%990 90
5B En22RREER8ER3E 228 a = § ; G 2 F 8
OOV PPPP PP PP PP P90 P0P 0009009009900 90909099099099099909999595999%9%9%9%9%9%9%999
= E AR ; <5 Q AR R E o EE b=
OOV PPPP0P0P P00 0900090000009 9090909909909909090990999992999%999%9%9%9%9%9%9%9%9%9990
588 3285 & 28 8 S= 9 588
COOPPPPPPPPPPPPPP0P0P0P090P090P090P00 0990909099099 9990999999999909299%%%9%%9%0%9% 90
H = XX =)

OO PPPP P00 P00 P00 P90 0900909090909909090909099099099999999999%%9%9%9%9%9%99%9 90

[\ © D
<l‘<l' Q‘ ﬁ' <l‘ w0 w0 re}
” o oM [} o I o0 o0
HoAa [ 4] & > S =

T64
L103

] ¢ © © o
1S & 23 ~ [N
S & = S i
a a n n oA oA [EERT)

L1269
1300
L303

38
m 0
A =

8 gy

o o 2 34 59 9 3 @
mmm o0 [ m m M o0 o0
H OB B A E (SRR < a

OOV PPPP PP P00 9090090090090 990909099909909909999099999999%999%99%99%9%99%9%9%9%99 90

OOV PPPPP 0000000000900 0900900990909099090999099909090990995992999%9%9%999%9 90

e © oo} N P
I [} © © © N~ o
~ < < < & iy
- - o 5] = wn =

WO RLDWIDE

PROTEIN DATA BANK



Page 9 wwPDB EM Validation Summary Report EMD-1001, 1019

COOPPPPPPPPPPPPP0P 0P P90 90P0P0 0909009090909 909099999909999099999%9%9%9%%9%%99% 90
a: 03 O) O O O O v-¢ v-1 v-1 O N N O’) “1 Q‘

OOV PP P00 P00 P00 PP P09 90909090 9090909909090 99099999999999%99%99%9%99%9%9%9%9990

<l‘ <l' I-D Il)l-f) m \-ﬁ h 00(0
0 T} B 83 [T 0 ) 0 [rs)
12 12 |2 s " = o =

-
)
<
2

- o

N484
E485
K486
Q488
F490
HA93
HA94
1508
E509
E51

F51

1513
D514
F515
F533
1536
F542
P543

< o = o M D O N M F w0 0 O O = N M w D O N ™
< © © ©0 © © N~ l\ l~ 0 0 W 0 O D D D 53 @D O o o
) [roRRNYs BT BT ST} L W 7o) 0 [T BT T O O O WO W WO re) 0 © © ©
x T X wn =2 = Mo < o < =T =< = A > =2 H+H n = =2 X A A

PP 0000000000000 000090000000000000000000000000000000000000000
8 5e85:858¢8 g g8 & 3 R R GeBiEgagiag
000000000000 00000000090000000000000000000000000000000000000

o O oN
- N o
~ O~ ~
a m =2

COPPPPP PP PP PP P90 P00 0000090000999 9099099099099092999999999%9%9%9%99%9%9%9%9%9%9%9 90

E605
T606
V607

—

o
~ —

~
[

©
29

<
o)
©
o

©
o)
©
=

[=3
o
=
=

[
o
=
x

)
—
~
=

~

o

—
© ~
= >

S666
T667
H668
P669
H67

¥ v © - 0 o o 9 - - =3 N @
N < 0 L 0 O © ~ D 0O © ©
s N~ ~ NN~ ~ [ N S
o= > = o< I =) A A X A

OO PPPPP P P00 P00 P00 PPPP VPP PPPO 9909909090990 9099090090999%9%9%9%99%90%0%9%90

- N o
o = oH Ao
© 0 0w ©
B o H &

e Molecule 1: SKELETAL MUSCLE MYOSIN II
100%
. I ——————
Chain G: 24% 519% 20% .

< w0
[
~ S ~ N
o @ [ ]

N~
o o

K843

~
I3
B3

F835
F836

N %]
0 9O 0
Moo=

V826

e}
N
©
=

Y818
N819
V820

OO PPPP P00 P00 P0P00P0P090P090P0900P0 0900990909099 9090999990999999%99%9%%9%%9%%90 90
o o0 () w » O = N m 0 O O = w © © -« N wn © o O N m
COOPPPP P00 PP00 P00 PP P00 90909090090909090990909099099999999999%9%99%9%%9%9%992% 90
= =2 A A X > A = < = =20 = A < H O
COPPPPPPP PP P00 P00 0090000090099 90909099099099099099099999292599%999%99%9%9%9%9%9%9%9990
mmmm <]‘ :?)LQ LD w <D<.‘ w I\
=R RS < 2 a = E =25 E @
COOPPPPPPPP P00 0000000900900 0009909909099 990990990999999099%9%%9%%9%0%9%990
B%m CDO\ 0}0} O O v-1 mmmﬂ‘
OOV PP PP PP P00 90 9090909009090 909090909090990990990999999929959999%99%%9%9%9%9%9%990990
COOPPP PP PP PP P90 PP P00 0900909009099 90990990990990990929099999999%99%99%9%9%9%99 90
= [=} = < a > (& = >~ o

OOV PPPPPPPPP0P 0000090090900 9099090909909099909099099099299%99%%%9%%9%9%99%9 90

0 © n
~ ~ [} =3 =3
™ [se] ¥}
< a £

S79
L103
K107
Y110
wi13
Y116
S119

i
©
=

L70
T71

[J
~
B

V124
P152
T178

N
—
=

S211
D241
5243

L303

O
0
=

L304
1305
N308
P309
Y310
D311

~
™
=

T306

K365

WO RLDWIDE

er

PROTEIN DATA BANK



Page 10 wwPDB EM Validation Summary Report EMD-1001, 1019

0000000000000 0000000000000000000000000000000000000000000000
3 g £ EREEE 1k S HE B g
GO0 0000000000000 00000000000000000000000000000000000000000000

< & 9

cooooo 00 Ol O)OIO)O) O) O O O O \-1v-1 v-1N NNN) N) <"
8 8 9 < <r<r RIS S s < re) n 0 0 [TolTe} 0 0 0L L o 7] i)
=2 m X o LSS = == T == ) - o > B = o = o< G - =

OOV PP PP PP P09 PP 0000090090900 9099099099090 99099099095959999%999%99%99%9%99%9%9%9%0990

o < o ~ [l ~
3 3 © © N~ N~ N~ ~ © 0
re) T} e} i) o 0 0 [re)
o = w0 = o < o —

1459
1464
A465

3
<
S

E50!
E509
w510
E511
F512
1513
D514
F515
F533
F542

<
)
>

V582
H583

OO PPPPPPPPPP PP 0000090000009 090090909090909090909909990999959999%9%9%9%%9%099%9 90

OO PPPP P00 9000000000900 9009090909090990909090999909999999999%99%99%99%9%9%9%9%99%99%9 90

~
0
©
=]

® O -

0 O O
nw ©O ©
© © ©
=

() w © N
e < & o
© © © ©
o n Lo

- o
[T RTo}
© ©
<

<

© o o o ©
3
-

=3 - — P
© © © © ©
=1 =] o n =

© (=) © I~
— N [ ]
© © ©o ©
=] < - o

G633
G634
G635
K636
G63:
G63!
K64
K641
K642

- - © I~ =3 N~ - 0 ~ =)
N~ o o o S o o — - — I
© © Q © = ~ N ~ ~ ~ ~
[ = ;O = (S-S B - > B

OOV PPP 0P P00 P P000P0 9000090900090 909090909090909090909099090909909090999909%999%90%9%9%9%90 90

)

@ O
N ©
KON ~
[T} A

o o
w w
~ N
> <

o
© ©
~ O~
B X

o -
~

© N~
~ ~ o~
N~
(TR}

N~
[ZR]

K782

=
©
~
a

®
~
~
o

A769
L772

© ©
~ ~
% =

L748
V765

n ©0 N~ g o o N~
[ ~ 5 & & ~
[TRN= 0 X < wn ]

COOPPP P00 PP PP PP 0009000090000 9009009090909090909090990999999999%9%99%9%9%9%9%9%9%99 90

~ O~ ~ [ S S S @ o © ©
< &= < [SI R TR M o > m 29

3 n O~ 0 D O o 2
N~ 0 00 © 0 © W © ©
5 2 = x @m = A= B

L842
K843

- ™ 0 ® O o
— -

0 0 0 0 O
3] = = > m

e Molecule 1: SKELETAL MUSCLE MYOSIN II
99%
. I ———— ]
Chain J: 26% 50% 20% .

COOPPPPPPPPP 0009000900090 90P0090 9090909909909 90990999999999999%999%9%9%9%9%9%9909 90
o ™ @D w0 W N O = N M 0 O O = o wn © 0 - o wn @ O N m

COOPPPPP PP P00 P00 PP P00 0090099099099 909909909909909999999999%999%9%9%9%9%9%9909 90

o o - M ¢ 0 © <] o - 3 2 8
Q © 0 0 0 © 0 [ = — —
= = A X > oA =] (= > w o

P100
C123

o -
s~
P

COOPPPPPPPPPPPPP0P0P0P0P 0009009009099 09909909909099099090990999%9%9%9%%9%9%99%990

P152
1175

@
9
¥

P133
V134
E150
A15

F156
S157
Ni61

e} <l‘

3] n & 3 8 N I\
— ] = — S = — —
[ 2] = 4 = w o = = 12}

OO P90 P00 0000900900000 0909090909090 99090990999999999999%9%99%9%9%9%9%9%9099%990

5 ~
3 : & 8 3 S 5 2 S I m S & 8 N & > B H®
- - o N ISES N oN N N N o N N N o N N N
= > < & 2] XX =3 2} a [ 0 = A | [ = X B>

OO0 PP P00 9009090909090 P09009090909090 9099099099099 9909590999292595999%99%99%9%9%9%9%9%09 90

COOPPPPPPP PP PPPP P00 0900900900900 9909090909090909909990990990999299%9%%%9%9%9%%99%9 90

~ 0 © o
o v-1 C') o [
[} ” ] e ¢}
= H < a -

WO RLDWIDE

-

er

PROTEIN DATA BANK



Page 11 wwPDB EM Validation Summary Report EMD-1001, 1019

OO P P P90 PP P00 P0P0P0 0000099900000 P0999P0P0999009909090999909999%9%%9%9099090

2 O 2 38 g8 BEEEEFEEREE

OOV PP P00 P00 9090009000000 0090909009090 90090990900999090909099909009990%9%99%99090 0
§ g g & gk 28 4 8

OO0 P P00 P00 P00 0P0 0000900909090 9000 9090009090909 99909099090909929090090%99%99%9%%9%9090 90

bt
S 8 2 8 3 Q& 35 2 8 X 3 3
& & < rs) 2 el Db D [rolae} 0w 0 re) i)
= I = o =] = B H o = - o< i = =

COOPPPPPPP P00 PP PP PP PP P09 P090000990990909090909090990999099990999%99%9%%9%%9%090 90

K365
E372
E373
Q374
1389
G391
S394
K399
Y403
G407
A412
T414
K415
T418
V419
V422

M441
V442
1459
A465
G466
E468
F470
N473
S474

-
L)
<
&

H493
H494

I
re)
2%

N484
E485
K486

o (oL, TS T} ~ M ~ o O - [ ~ @ - N M (]
w0 0w w w w w © © © N~ N N~ N~ N~ oo o<} o o
0 RNt RT-RTe] 0 0 0 0 0 v W ') 0 0 [T T Y- T © ©
R 2 X A > [ =2 = B XN oA < S < e = o= oo > [ST]

OO P90 P00 0000000090000 090909099090909090909909909999929599999%9%9%99%9%9%9%99%990

o< N w © 0 o © — o] ~ [} w o N~ - o Sy N~ D O
o — o — N N o ® < < & 9 o [ToRTo} n 0 n © ©
© © © © © © © © © © © © © © Q © © © ©
= (=4 n > = < > 5] o n N o < 4 ~ = =

OO P00 P PPP0PP00 9090000900099 90090 9090090909999 999099990999999%9%99%90%9%9%9%90 0

COPPPPP PP PP PP P00 0 0000090900990 99090909090909909909999999%99%9%99%9%9%9%9%9%9%9%99%9 90

o - ) ~

(=3 ©
o) 2 < -
= s

© N~ 0 O O o0 N~ 0 N m — o

© © © ©O N~ N~ N~ © 0 [ ) — — —
© © © OV © © o © © © © © © N~ ~ ~
n B oE oA E & o« A= EoA > A [T = =

<+ W N M ¢ 0 O N o - N M N~ o o o o M W © 0 O O - N m w © o = o

) o 0 0 3 & < 0w 0 © © © © ~ K~ N~ ~ o~ O 0 © O
=N NN NN~ ~E S S SN 5 SN ~ o~ [ [ S S N ~ N [ S S
> e H Ao RO o w X X < w H Ao >~ < B X > X <O a0 A om aax A

o n ©
N o [

K833
K839
K84

~
]
i

F836

- 0
0 0
= B

8

8
H828
w829
P830

a2 2 2 2 2 JN 4 Q@D 9O 9900000000900 90909090909090990990990990990999%99%9%99%99%9990
§ [}
~

l.lo

e Molecule 1: SKELETAL MUSCLE MYOSIN II
100%
. . S — ]
Chain M: 26% 50% 21% .

G796
F797
N819

() ©
b

@ ©
=] >

L798
V801
R804
M806
V807
E808
E81

S812

©
- = =

A78

178

T7

AT
T790
Q791
A792
c794

OO PPPPPPPP 0P 0009090009090 0900 9090090909099 9090909099909099090999999%9%99%9%99%9%909090
< < £ =] o =2 X & B A x > L= > m o n = B oH X M X >

COOPPPPPPP0PPPP PP P00 0009000990900 9090909090909909099999959999%9%9%9%9%9%9%9909 90

i o 0 O O M ¢ W © o o0 v-1 v-1 N

OOV P90 PP 0000000900000 09090909090909090909099099099999925999%99%9%929%9%9%9%9%999

3
3 3 8 N x
= = = = -
= > 2 = 1%}

o M
© ©
3

© © =
m << 1=

Cc123

0 m

N mmm m ﬁ'd‘ <l‘ \.nu’) |.r> l.cln
— - o = = — — ‘—4‘—1 —
= H o = = o X H Ao E (2}

OO PP P90 PP P00 0900000000999 9090999099099 99099099999299999%99%99%9%9%9%9%909990

l\ v—!v—(\—!
; 24 S
OOV PP P00 0P0PPPP0P09090P090P090P09000 9090099099099 909999990999999%9%99%%%9%%9%9099% 90

o
> 3 >
N N N
5] << =]

L299
1300
D301
M302
L303

WO RLDWIDE

OTEIN DATA BANK



Page 12 wwPDB EM Validation Summary Report EMD-1001, 1019

COOPPPPPPPPP0P P P00 0090000900090 PPPPPPP0P9P0999900999009099900%99%9%0990 90
N N (.') LD L{) !D
OO PPPP0P0 P P00 P00 090 9000090009090 P00P 9009099009990 9090090999090999090%%9%909090
2882 g BE8EEREEEEEEAS g
OO PPPPP0P0P00 P00 0 9090000900909 9090909090 9090909909099 990909909099929090090999%9%99%9%99%990 0
§ g &g S HE B §

COOPPPPP P00 P00 P00 0009009009090 0909090909090909999990999909999%9%90%9%%9%9%99%9 90

- N m

=3 - o 3 = 2 {3 3 3
TR el [roRre} 0w 0L o o 0 0
[ o = - o< X oA = lﬂ =

S W © N~ o O —= o < N~

o O O o o o o — v-1Hv-1 N t") l") ﬂ‘ﬂ‘ <l‘ <l‘ Q‘Q‘Q‘h’) I-n h’) <D
m M 0 M M m mn m [l m M M o e [} ® M [l o) m M Mo M [} [} o
- H B B A > A > > B o Mm = a [l [ e << [ o = >

7o D AN
& & ) B 2 SE
£ £ [ =g = O A [ = =

© [=3

w © o
[} =3

< 0 o)
= (=4 =]

D O
&
= m

- @
< 0
29 =

Nag4
EA485
K486
Q488
F490

COPPP PP P90 P00 0 0000009909900 909090990990990990990999295999999%99%99%9%99%9%9%9%99090

o <
©

0 0
=2 =

© 0 o
< < w0
0 T} 0
= = B

oM
o w0
[T
X

~
0
0
M

D
0
0
=)

—
©
)
B3

© ~ o
~ ~ ~
wn wn [te)
> < [

- o o - - -
0 © N~ oo} (>3
0 W 1o
Mo <

G560
S562
P602
L603

v 0
B =)

OO PP P00 P P00 P00 0P 0090909000090 9000909009099 909090990909099090999999%99%99%99%9%9%9%90 90

n © N~ © 3] w © © o © N~ 0O O O o o < v © 0 O - oo w © N~ = o Sy ~ o O -
o o o — = — NN NN O o ] & [fo o} 0 0

© © © © © © © © © © © © © © © © © © © © © © © © © © © © © © Q © © © ©
B B > H (=4 wn > B < U U H s | T U X T U X X X O n & o < 4 ~ — =

OO PPPPPPP 0000000000909 0909090090909090909090990999999999999%99%99%9%9%9%%9%9%99%9 90

© N ®©® O O o I ~ [~ - <+ v © =3 ) - 0 ~ o - o
© © © © & ~ ~ ®© 0 o 9 o D O <] o N - — 8 N N
© © © © © © Q © © © © © O © © Q = s ~ ~ ~ ~ NS
LI S T L ~ A= oA = 4 o A m - ~ ) =4 > B oM o

COPPPPP PP PP PP P00 0000090000999 999099099099099099999999%999%99%99%9%9%9%9%9%99 90

¥ W © Q [ S T B S [ =T B B T ~ o o 0 ® o = WO N ® DO o N 0 © N @
N I » I o< R 0 © © © © © © O K~ ~o~ o
~ N~ ~ NN N NN N NSNS N NN N ~ N~ N ~ ~EN~NNNKNDNNN ~ o~ 5~
- 2] H Ao Mmoo R A ®n XX < ®n [ERE ) = - < (3] ML LX< O a4 PR =] X A

OO PPPPPPPPPPPPPPP00P0P P00 090P0 0990990909099 990909909909999299%29%9%9%9%9%9990

$ 0 O I~ © L Q5 - N o 0 o o - 0 © o o — () 0 © N~ 2 )
) DD DD D 3 o o o o o = <4 q o [} N N ® o Mo M M 0 <
I R el Sl S [l OQOOUD ©Q 0 0 0 0 © 0 0 0 «© «Q ©0 0 0 I 0
(ST RN R P >~ < = > m 0 H - = > = = o= = X ol X X £

e Molecule 1: SKELETAL MUSCLE MYOSIN II

100%
Chain S: 25% 51% 20% .

1786
T788
T790
Q791
A792
F823

OOV PP P00 P 0000000009009 9090000909090909090909090999999999999%9%99%9%%9%9%9%9%99 90

N M
© ©
= X

o o0 (=) w O O = N m 0 O O = o w © © - N w © o O
COPPPPP P00 P00 9000000000000 909090909090909090909099099099999999999%99%9%9%9%9%9%9%9 90
i o - W o O m $ W O oel o o OO O v-l v-1N
OOV P90 PP 0000000900000 90909909090909090990990990990999992925959%999%99%99%9%9%9%9%9%9990
aEE 2] = E E E

OOV PPPPPP P00 0000000009000 0909909090909 9099099099099990999%9%99%%%9%%9%099%9 90

© N~ 0 O O
oo m o
— — N

<+ - N oM ~

N m o o oo
- oo o o -
= = 4 > < A




Page 13 wwPDB EM Validation Summary Report EMD-1001, 1019

COOPPPPP P00 P09 PP09090P090P090P090090 0909090990999 9909999995999999%%0%9%%9%9099%9 90

COOPPPPP PP P00 P00 0900900990909 90990990990990990929999999999%99%9%9%9%9%9%99%9 90
N N (") (V) N) <I‘ <l' Q‘

OO PPPPP PP P00 0900009000990 9090909099099099099099099999999%999%99%99%9%99%9%9%9%9%9990

b= S S © ) ©
2 R & 8 o o 33 — ]
[} 5] M & <l‘ < NS & & N <
< a E o %) = = o i |2

OOV PPPPPPPPPP 0000000900900 9090909090909909099909909099099092999%9%99%99%99%9%99 90

o) 2 o © 0 o N -
o (") I‘O ID w ©o © © © N~ N~ ©
~ + < <l‘ s < < < < & sy
= = = (=4 >4 H O S m = = n =

S244
1265
L1269
1300
D301
M302
L1303

2
N
=

F246
1250
T267
E271

< v © I~ o O — o ot N~ 0 0 O O = o © fo2} ~ o
o O O o = - o — v-1—!v-1 N Q‘ d‘ﬁ‘d‘\nu’)u’) w el © ©
m o O ® » m o M <) M Mo M ) 32 M m om0 0o () 0 o M
HoH B R [ = > M o M = < BoX B H > © = - o

OO0 PP P90 P00 00 0900909900099 9090909099099099999999999999%99%99%9%9%9%9%9%99%9 90
EA §2 g E el 5 E 5 S 2@ S < 2 a2 5

COOPPPP 0P 000000000000 9090909099009 90 9909090909099 90909099090909990900909%999%99%%9%9%9090

< 0 [
Ny

) 0 re)
4 > =}

)

n 0 O O o o
© 0 o O
n 0 0O 0 o
o < = A >

n ©
= X

P570
N591
1592
P602
L603

N M [

©
0O W0 0 Il
n =2 = B3

OO PPPPPP P00 PP P00 P00 9090900 0000099090900 90909090909909999995959999%9%9%9%9%%9%9%9099 90

© o w © © o © » o - < © D O ) n © N~ - o < ~ ® O -
o O ~ o — N N N N N m M m M M M M ¥ e < & o w0 w0 7] w0 0 ©0 ©
© © © © © © © © © © © © © © © © © © © © ©Q © © © ©
- o n > = < > 2SI 5 (] B3 O X © n N o < A ~ = X oA =

COOPPPPP P00 0000000900000 0909090909099909909909909999999999%999%99%9%9%9%99%9%9%9%99%9 90

© N ® DO o o ¥ ~ 0 o N @ = ¥ W O I~ =3 M ® O O - o 0 ~ o - o
© © O & N~ ~ @® 0 o 9 fo e = N S O = o = — o~

© © © © Y © Q © © © © © © © © © © Q © = SN S S S ~ ~ ~ NS

0 B oE oA E m O A= m (=AY > A [= S RS > O @ XU LA = > L X o

OOV PPPPPPPPPPPP PP P00 P00 0909099090909 909099099099909099%99%99%9%%9%%90%2%909 90
EESEGSEEPEEEESGESSS5E = EEEE &5 5 =I5 EEER
OO PPPPPP PP PP PP 0090909000090 90090090909090909090909999999999999%9%%9%9%99%999

o T L85 2 L85 4o m %223 09 L] -~ )
@D D O ¢") [P <
[ I\I\I\I\l\ [l eoooeo coooco oooocooo ww ooeo © www 0
<< O MmO N4 > < = > B own H = > m = = = = B [T STR £

e Molecule 2: SKELETAL MUSCLE MYOSIN II REGULATORY LIGHT CHAIN

100%
. T —
Chain B: 66% 26% 6%

4

R725

G749
H755
G761

o
K~
>

1786

Q791
w831
K839

® o O
~ N~
B o< B

OO PPPPPP0P090 P09 0 P00 90P090099090990909099909909909909909999999959999%99%99%99%9990

I < © ~
N o < w wn © ©
= = a a = = =

OOV PPPPP0PP PP 0000009090909 909909099999099099099099999999599%999%9%9%99%9%99090
© o = N m g C‘l m (') (O

COOPPPPPPPP0P0PPPP0P00O0OOPOIOIOOS

o
©
—
o

A138

© ® )
< < o
- - =1
o = -

0
0
—
>

WO RLDWIDE

er

PROTEIN DATA BANK



Page 14 wwPDB EM Validation Summary Report EMD-1001, 1019

e Molecule 2: SKELETAL MUSCLE MYOSIN II REGULATORY LIGHT CHAIN

90%

. T —
Chain E: 64% 27% 6%

9000 00000000000 000000000000000000000000000000000000000000000
B ? fSEEBEEEE 2
9000000000000 00000000000000000000000000 00 oo
— ~ b o ee] N M N~ 0 O
e = o < A =] (2] = = 2] B (S =< o<

A s e s A A A s a2 2 2 2 2 2

< v © 0 3] n O N~ @ O N
<+ & & < [t} TR R Te) 0 © ©
o oo - = ] o —
= < o = (=] > > H oo [=}

e Molecule 2: SKELETAL MUSCLE MYOSIN II REGULATORY LIGHT CHAIN

100%
. T —
Chain H: 64% 27% 6% -

o
- -
—
B

I112

A163

OO P P99 900009000090 9009090909090909090090 9099090909999 99999999999099999%999%99%99090

= o < © ~ ~

a N ® & 0 0 ©
[ = a 4 = =

OO PPPPPPP0PP PP 0000090090090 9099099090909090999099990999959999%9%9%9%9%%9%9%99%9 90

- © N M
o N ™ ™
— — -
= 12 |

~

=3

®
-
=

S
-
<

s
-
—
4

A138

o [se] N~
D O =3 (]
o < 2% =]

< N~ ©
© ©
28 XA

COOPPPP P00 00P0P000000OOOOOS

o
©
—
O

)
0
=
>

© 0 3]
< < 0
- = =
o = -

e Molecule 2: SKELETAL MUSCLE MYOSIN II REGULATORY LIGHT CHAIN

100%
. T —
Chain K: 64% 26% 6% -

OOV PPP090 P00 P00 P00 P00 90090 0909090990909 909909909909909909999999959999%999%99%99%9%9990

= < © N~ - < ~
N o < w wn ©
2} = a 29 = =

OO PP PP PP PP PP PP P00 0009090990999 90999090909099099099999999%999%9%99%9%99%9%9%9%9990

- N~ ©

o ~
= — o M
- - = o
B = = <

-
N

1133

© N
N ®
- -
=] =

I112

—
I

S11

[ IS N~ o = o m ~
o © 0 © R O D O )
= K | T o= A A =]

COOPPPPPPPP00PPPP0P00OOOOIOIOOS

¥ W © © ™ 0 © 0 » O
¥ & < < [t} R} 0w 1 ©
- - — = - ]
- < O = - Lol = = om o

e Molecule 2: SKELETAL MUSCLE MYOSIN II REGULATORY LIGHT CHAIN

100%
Chain N: 64% 27% 6% -

A139

OO PPPPPP0P00P00P090 0900900990909 909090909990909099099999999999959999%999%99%9%99%99%999

Q <+ © ~ - < ~
Il I} <+ < 0 0 ©
= H a A [ & =

WO RLDWIDE

erbDeBe

PROTEIN DATA BANK




Page 15 wwPDB EM Validation Summary Report EMD-1001, 1019

OOV PPPP P00 PP 0000090090099 0990990909090909990999909999999929%9%9%%9%9%99%9 90
28 ] O o< A A =] << 4

COOPPPP P00 00P0P0P0P000OOOOO

M n © 0
0 [T AT 0
— = = —
H > > ]

e [ )

I112

K113
L117

ke N~
I3 ©
- -
[ =

E13
113
A138

N
—
1

S11

A139
V144
A145
G146
V148
H159
G160
A163

e Molecule 2: SKELETAL MUSCLE MYOSIN II REGULATORY LIGHT CHAIN

100%
. T —
Chain T: 65% 26% 6%

OO PPPPPP0P00 P00 P00 09090909090909099090909999909909909909999999959999%999%99%99%99%9990

= < © N~ - < ~

N N ® vl i) ©
[ =] gz B = =

OO PPPPPP PP PP PP P00 0000000990909 9099999099099099099999999%999%99%9%99%9%9%9%99 90

N~ ©

—
m ™
=
= <

o ~
= —
- -
£ =

-
N

1133

© N
N ®
- -
=] =

I112

-
—

S11

< N~ ) ~
e © D (2]
2% ] 2% =] 4

[=3 N
) @
o [=]

—
)
<

OO0 PPPP00PPPP0P0OOOOIOIOOS

0 © o o
0 W0 0w 1 ©
- - - o
I>. >I = u.

e Molecule 3: SKELETAL MUSCLE MYOSIN IT ESSENTIAL LIGHT CHAIN

100%
Chain C: 60% 37% .

¥ W © © o™
< < 0
- - — =
- < O = (=]

COPPPPPPP 9009009000000 P909P00 9090990999099 990999909909999999999%9%9%9%9%9%9%9%9990
At ~ + w0 N 7o D O o 0 w o D O o m wn © © N
COPPPPP P00 P P00 P00 P090P0P 0009099099090 990990990990990999299999%99%999%9%9%9%9%9%9090

< 0 O O ) ) [} N
© © © K~ N~ 0 o] @
= [ RN < = 5] ~

COOPPPPPP0PPPPPPPPP0P0POOOOGPIOIOOS

01

N
o
=
=

<+ 1 © ©
— - —
R ] pal
- T | =

G100
G104
L107
V110
T119
E122

T1

©
<
—
hy

V123
E125
L126
M127

~
o
~
H

N138
Y139
F142
M147
V149

e Molecule 3: SKELETAL MUSCLE MYOSIN II ESSENTIAL LIGHT CHAIN

96%
Chain F: 60% 38% .

e COPPPPPPP P00 0000090900900 9090P09090090909090090%0%99%9090
n X o< X oH [=} ~ o = = = 2] [ = /A X M = = < =
OO PPPPPPP 0009000090909 909090P0 0990909099999 990999909909999099999%9%9%9%9%9%990%9%990

o - o ®
0 O O ) ® n ~ ] © ]
© © I~ N~ 00 [} 0 (=2} [} —
[ZTI -9 < = ) 29 o i =

A el

~
®
i
-

E122

L126

<
—
[



Page 16 wwPDB EM Validation Summary Report EMD-1001, 1019

e Molecule 3: SKELETAL MUSCLE MYOSIN II ESSENTIAL LIGHT CHAIN

100%

. T =
Chain I: 61% 37% .

P00 000000000000 0000000000000000000000000000000000000060000000
3%8 g &8 gEe 8 BEEEES SRR B EREEME BRE S

9000000000000 0000009900000000900900000000000000000000000000000
g EEE g EgEEE g g 8 2 E ELEa

R A e A A e

0 © I~ N~ © O ]

SIS M M M o <I‘
—_ = o ] — —
[ I H o= > R -

e Molecule 3: SKELETAL MUSCLE MYOSIN IT ESSENTIAL LIGHT CHAIN

82%
Chain L: 61% 37% .

Vi

G104
L107
V110
M118
T119
E122

V123

COPPPPPO 9909009009099 909009090 90909000000 e st 2 4 A o o A 2 A A e e e a2

<
wn
o
3
m

-m
52}
o

COOPPPPO 90 & VP09 9090909909909999099099999990999999%9%99%9%9%9%9%99%990

N40

w27 @

©
]
—
=

T1
Vi
G1

o - o + w0 © ]
® O O w [v] 0 N © S o o o - N
© © K~ ~ @ @ ) o - — - —
(2 Ry < 3] m & ] o ] (=] (2]

@ 00000 OOOO

N~ 0 O
™ M M

Q81

1146
V149

= o

N

<
- -
H o= > 3

e Molecule 3: SKELETAL MUSCLE MYOSIN II ESSENTIAL LIGHT CHAIN
100%
. T
Chain O: 61% 37% 5

PP 000000000000 000000000000000000000000000000000000060000000
3% 8 = &8 gEe 8 BEEEISEERECRBEE@EE|RE EIRE ¢
9000000000000 0000000900000000900000000000000000000000000000000

(=3

0 O O ) ) 0 2 o S
©0 I~ ~ © ] o} xa ~
% < = = [5] ~ o

R A A A e

01

©
-
=
=

T64
K96
T1
V102
G104
L107
V110
L114
E116
T119
E122

©
<
—
—

V123
E125
L126
M127
N138
Y139
F142
V149

~
-
—

e Molecule 3: SKELETAL MUSCLE MYOSIN II ESSENTIAL LIGHT CHAIN
100%
. T
Chain U: 57% 40% -

COPPPPPPP 9009090909000 90P990P0P 0999999099999 99909909999999999%9%9%9%9%9%9%9%9990

~ ~ + v N 7o @ O o 0 w o o o N m wn © o o N
M < wn -~ — a o e e} o < < < < < 0 0 w w wn o ©
n o x o< £ B XoH a o~ o = = = [ [ =] E M| = = <<

WO RLDWIDE

PROTEIN DATA BANK



Page 17 wwPDB EM Validation Summary Report EMD-1001, 1019

OOV PPPPP0PP P00 0P0P90P 0009000909009 90990990909099909909999299%9%%9%%9%929990

OO0 P90 P0PP0P0P0P0 000900900 OOOO

~
N
o

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
. T —
Chain 1: 62% 29% 6% =+

T101
G104
L107
V110
T119
E122

V123
E125
L126
1137
N138
Y139
F142
I146
V149

COOPPPPPPP0P90P 0090900000909 90909090990990999099990990999999999959999%99%9%99%99%99%9990

g b
= >

— ©0 N m
— — o M
a = A n

~
1]
-

OO PPPPPP PP PP PP P90 P00 PP P99 0P09099090909909090990990999999999999%9%99%9%99%9%999
B =~ A £ |2

OOV PPPPPPP 0000000090990 0900909090909 9090909999099999999999%9%9%9%99%9%99 90

< N ~ o O o

N ™ A ©0 ~

— = - o — —
.h‘-z_< I"’:"'l"_l"l . I I -= .

OO PPPPPP 0900000000090 0909090990999 90909909909909999999959999%9%9%99%99%99090

8 8 R EREEE  EE 2 B 8§ 2

5 2285 E 2a 888 EE A S g §484 REEEE &
P00 0000000000000 00000000000000000000000000000000000000000000
2 g 388583 d H 8 2 s
8§ ENEGE T H 8 3 S £

OO PPPPPPP00P00PP0 0009009009009 909090909090999090990999099999999999%9%9%9%%9%9%99%990

< -~ wn N~ o (] o
N [} [} o0 < < 0w
[yl ™ [} o " [} M o
3 < = > = S n &

P243
D244
1248
1261
Q263
D288
K291

~
<
N
=

1267

o
©
32}
o

L320
P322
E334
Q354
W356
K359

©
e
o
>

OO OOOOOOO

A365
G366
$368
1369
V370

e Molecule 4: SKELETAL MUSCLE ACTIN
96%
. T — -
Chain 2: 55% 34% 9% o

OO0 P00 900009090009 9090900 9000090990909 990909090909099990999909099909092999%99%9%99%99090

N M
o M
A n

~
)
~

23585333883
= = B> O o o X >

—
- N o © —
A b AmM[ |2 [=}

= N ®o ¢ v
NN NN
M <= U oA

OO PPPPPP P00 P00 P00P 0009009099099 909990909099999099999999999%999%99%9%9%9990

o
O\-1 v-1 N
Rl B :

OO PPPPPPP0 P00 90P00 9090000000099 90999909909909909909999995999%9%9%9%9%9%9%999

< © © N~ fo2} -~
N < <.D OOKO © N~
— X — — — — —
B n © = Mo m > -




Page 18 wwPDB EM Validation Summary Report EMD-1001, 1019

COOPPPPPPPPPPPO & VP00 PPP0909090909099090909909909909999959999299%999%9%99%9990
< [ H > < ) n
> OO PP PP PP PP PP PP 0 P00 9999090909090 9090909099999999999%9%9%99%90%9%99%9 90
K R 2 2 3

OOV PPPPP00PPP0P000P 0909090099090 9909090909090909999099999999%99%9%99%%%9%%9%9%99%9 90

o N M
N m M
« m M
— A A

o
[}
=
=

L185
L193
T194
Y198
S199
F200
V201
T202
T203
K213
Y218
V219
A220
D222
E224
E226
M227
T229

D244
G245
1248
T249
0
F255
R256
C257
P258
L261
Q263
D288

re
N
H

1267
K291
L1293
N297

~
®
]
5

o ¥ o © 0 o
< < & < w0
o0 M 0 M ™ el
(& 0 o H A wu e

A331
K336
1341
Q353
M355
W356
K359
Q360

A A s s a2 2 & 2 2

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
Chain 3: 62% 30% %

COOPPP PP PP PP PP PP PP 0000009909099 909990990990990990999999999999%9%9%9%99%9%9990

) © = 2 8 8 & IE8S 3
& a i 2 0 2 g =

OO PPP P00 PP PP P09 0 0000900900990 90909090909099909090909959992999%99%99%99%9%9%9%9%99090
14 = (= & [}
OOV PP PP PP P00 0009090900000 9990909090999 9009099999%99%99%99%9%9%99%999%9%9%909990
S & IESS & 3 LR

o = IR o= 2 2 = = ;
OO PPPP PP PP PP PP PP PP P00 0909000909900 90999909099%99%99%9%9%9%9%%9%90%29%9%9%9%09090

- M ¥ W @ D !Dl\ i3
o © © © O o o g o
a8 8 N N o N 8 X N
> B B <= MW H > > mHo= ] 12

OO PPPPPPPPP0PPP PP P90 PP 0990009099900 99090990990990990999999099%9%9%%9%99%9909 90

E100

E167
M17
R17

o o <+ w N~ 0 O
@ () O O
- o - o o oo
— = s B | T > wn

F200
K213
A220
D222
E224

5
3 2 S8 3 18 2 8 2 I 2 o £
N N 8« IS & (] [ N N N N N
a H OB H - 3] o o ] 2] > %] (3]

OO PPPPPPP00P00P00 9090090090909 9090909099090990909090999099999999999%9%9%99%9%9%9%99%990

N
el
a

© < ~ =3 =3
i=3 N [l o < 0
o ] ) ] o ) ]
> - = 5] > = wn

OO0 OOOO

e Molecule 4: SKELETAL MUSCLE ACTIN

99%
. I ——
Chain 4: 62% 30% 6% +-

OOV PPPPPPPPPPPP00P0P9090909090909099099099090909090909999990909099950929299%99%9%99%9%9%99 90

— [ N~ ) o © ) ®
- N oo © ~ m m 2 i & < wn
[= I = =T = a A ©n = = o o >~




Page 19 wwPDB EM Validation Summary Report EMD-1001, 1019

OOV PPPPP PP P09 P00P PP P09 P090090909909090909090909999090999909999999099%9%9%99%990

2 Z &

a < b=

OO PPPPPPPP0P 0900000900999 P009090909090990990999999099999999999%9%9%99%9%9%9%9%99 9
g UJ <l' Q‘ (O I\ l~ l\

OO PPPPPPP 0900009000000 0090090909090 9099099099099099099099999999%999%99%9%99%9090990

OO PPPPPP P00 PP P00 0009000990999 90909090990990990990999999%9%999%9%%9%9%99 90

o o < © N~ ~
< © 0 25 B 2 2 b=} ] =)
N N Q [ ) N N )
[ O A o o © O =

E100
H10

A144
S145
T160
N162
1165
Y169
P17

OO PPPPPP0900 9090000900900 P09009090909909909990909999909999999999%9%9%99%99%9%9%9%99 90

K359
Q360

N
el
a,

O N
o ®
> =

OO0 OOOOOOOO

o ©
© ©

-~ < ~ o o
[} [l o < 0 w
) ] ] o )
= < =] > =

0 o
~
M M (7] 1)
< O w0 =

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
Chain 5: 63% 29% %

OO PPPPPPPPPPPP0P 9000090909909 9090909909909090909090999999999999999999%9%9%99990
-~ © N m N~ < N~ o

OO PPPPPPPP0P 0000900000990 9090P09090909090909909090999909999999999999%9%99%9%9%9990

© o N o O © ~ 7o O O v-1 N
© ~ N~ N~ 0 «© o [} - v—l —
= [ = = A A = > ~ = [} £

- N M
A M A

o
—
=

OOV PPPP0P090 P09 90 0900900900900 9090 9909990990990 990990999299959999%99%9%9%99%9%9%909990

S © I~
N m <I‘ <D (D w ‘D I\l\ N~
- o = =1 = =1 = - -
[ = = =) = = > A = @

A144
5145
T149

OOV P90 0000909000000 P00 0P0 9099090909999 9099099999909929929%9%9%99%9%9%99%9%909 90

T20:
E205
1208
V209
K213
V219
A220
L221

OO PPPPPP P00 P00 P00 PP 09090P0 9099909090909 909099999999999999%9%9%9%9%99%9%999

IDI-D &O 0 l\ l\ w 010)
oN N N o~ o~ o a N
a | =4 [ > 0 a s

OOV PPPPP0P00 9009909009000 9090909099990999990909099099092909299959999%99%99%9%99%9%9%9%9990

o ] o
I & e}
® o ®
— (& w0

OO PO0OOOOOO




Page 20 wwPDB EM Validation Summary Report EMD-1001, 1019

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
Chain 6: 64% 28% %f

PP 000000000000 000000000000000000900000000000000000060000000
— © N m ~ < N~ o0
900000000000 00000000000000009000900000000009000000000000000000
g y B EE8 g g E G g £
900000000000 0000000000000000900000000000000000000000000000000
C"J <l‘ !0 ‘O !D F‘N <Dl\
2 E H B 4 H E E =
9000000000000 00000000000000000000000000000000000000000000000
8 ] B s32z32zs@E 23 =888 388 5
Z i EE SAEFREEEERE SESERENEANEEE
9000000000000 00000009000000009000000000009000000000000000000000
5 EEERERERRE 3 REE
9000000000000 00000000000000000000000000000000000000000000000

N ~ o (=3
rc [l o < 0
o [} o a2} 0
£ 2] > = wn

OO0 OOOO

il
H1

A144
S145
L17
P17

A365
G366
5368
1369
V370

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
Chain 7: 64% 27% M

COOPPP P00 PPP0PPPPP0P090P9090 9099099099099 990909090990999999999999999%9999%9%99%99 90

OO PPPPPPP PP P09 P00P PP P09 090P09090909090990909090999909099990990999999099%9%9%9%9990

© o N [ = © - o) 3 o 3 3]
© ~ N~ N~ © ®© © o [} = — —
2] A 2] = QA = > =1 o A B

(=)
—
(2]

OOV PPPPP00 P00 0P090P090 090909090900 9090909909909909999099999999999%9%9%99%9%9%9%99 90
b5 & 85 & 3 2 LR
[ = = ;‘ ;‘ = pa = =

OO0 PPP090 9000000009090 00 0909090090900 9099090909909 909909090990909099900909299%99%99%9%99%9090

[T} (=3 o 228z ) ©

0 [} > 0 (SR = = < N S 2
- = - 2288 o N ] N N
= = ] 0 N> £ > [=} = 12

OO PPPPPPP0P0PPP PP 0000000909090 0990909090909090909999099099099992999%%99%9%%9%9%99 90

® o
¥ ¥ ©
N N
H

F255

Ny
N
~

© N~ 0© 0w © ) ™
w W (O l\ co © © =]
a4 N [ & IS o N [ N N
MmO oA o =] = > 0w o A a -



Page 21 wwPDB EM Validation Summary Report EMD-1001, 1019

0000000000000 0000000000000000000000000000000000000000000000
g 818 8 g B S
= SHE K 8

OO OOOOOOO

K315
A331
E334
W340
T351
Q354
W356
K359
Q360

A365
G366
S368
1369
V370

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
. T —
Chain &: 58% 31% 8% »-

COOPPPP P90 0099009009090 0009099099099 909909909909909999999959999%9%9%99%99%9%9990

g b
= >

~
1]
-

o M
o M
A n

- N M ¥ W
NN NN A
L << O A A

—
—
[=}

9000000000000 00000000000000009000000000000000000000000000000
= ] %) £ |2
0000000000000 00000009000090000000000000000000000000000000000
5 3 S EREEL K 8 g e er
i E AANIESEREC £ G £z
0000000000000 0000000000009000090000000000009000000000000000000
e 4 EE Zaf8 SEE S E g SEEEE 58 8
0000000000000 0000000900000000000000000000000000000000000000
0 O O <+ W0 0 N~ IDKO mv ~
H B H M olom OoA 2] > 0w o A = > =
0000000000000 00000000000000009000900000000000000000000000000

© o o m w o
i=3 N N n w0 [T}
o ™ ™ o oz}
2 i (= =

©
=
OO OOOOOOO

1261
Q263
1267
D288
K291

P322
W356
K359

T324
A331
P332
P333
K336
Y337
1341
G342
S344
1345
L1346
S348

A365
G366
$368
1369
V370

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
. T ——-
Chain 9: 58% 32% 8% «-

OO0 P00 90000900009 9090900 9000090990909 99090 9099909999099 99999999999%99%99%99%99090

g 3
= >

N M
o M
A n

~
)
~

= N ®o ¢ v
NN NN
M <= U oA

—
- N o © —
A b AmM[ |2 [=}

OOV PPPP P PP P00 P00P PP P09 090P099099090909909090999990990999990999990999%9%9%9990
2 Z &
E a < b=

OO PPPPPPP00 P00 90P00 0900000090099 9099099099099990990999999999%9%9%99%9%9%9%99 9

<+ © oo

N <+ S~
— ‘—1 — —
I3 0 (] = =



Page 22 wwPDB EM Validation Summary Report EMD-1001, 1019

OOV PPPPPPP0P P90 P0P PP PP P00 099090909090990990999999909929929%9%9%9%9%9%990990
OOV P90 P00 P 0000009009090 9909099099099 999999999999999%9%9%9%9%99%9%999
0 I-D &O 0 l\ l\ w oo oo (D

OO PPPP0 P00 PP P00 90 0900009099099 999099099099099099999999%99%99%9%99%9%9%9%9990

—

o — N 3] N M o
o0 [} ™ m [} ™
-V-&-AID'I[“-“

OO POOOOOOOO

L185
M190
L193
T194
Y198
S199
F200
V201
1208
V209
K213
Y218
T229
E237
S239

D244
G245
1248
T249
1250
R254
F255
R256
C257
1267
K291
L293
Y294
N297

1341
1345
L1346
5348
Q353
M355
W356
K359
Q360

o
)
1<

P332
P333
K336
Y337
5344

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
Chain V: 55% 34% 8% =+

COOPPPPPPPPP 0099000090900 0000909990999 9099099999999999999999%999%99%99%99%999

~ ©0 - N M g W N ™ ~ o ¢ v © 0 D O o0
- N oo © — ~ N N N oA ® M o0 & & & < & 0 w
A M A M = =} = B < O A A A n ~ = = = o O o X >

OO PPPPPP0P 0P 0909000900000 90900909090990909909909909909999999959999%9%9%9%9%99%9990

© o o o o - © - 1) 3 3 2 (3]
© ~ ~ ~ © ® @ o (=) = - =
= ~ M = A A = > ~ = [N £

o
—
=

OOV P90 9000000009900 900 9000090909090 9090909090990909099909099909999099%999%99%99%9%99%9900
3 g 8 < h S R
o] =) =) & =h=}
OOV P90 0000000000000 090909090909090909099099099999999999%99%99%9%9%9%909909 90
2 85883 2333823385 as 22848 8 5 5
3 gE283E SAESEESEPERE §Ea8d SEEEE
OOV PPPP P00 PP PP P00 0009099090909 99099099099999999999999%999%9%9%9%99%909990
3 328 P o8 3 23
COOPPPPPPPPP0PPP P90 P0P090P090P00 0900990990909 9909099999999999929299%%9%9%%9%9%99%9 90

< © < © © N M
O N N N [l o Sy Ay w W
o ™ el [} " 3] 32} o0 M o
> — [ =] B n — 12 [ =4

OO0 OOOO

< I - o

) <&
- - = ==
[ = 0 =

S145
N162
1165
Y169
L1

K213
V219
E224
E2
S239

T277
Y279
5281

0
T}
a2}
=

P333
Y337
1341
K359
Q360

o
o
A

A331

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
. T —
Chain W: 55% 33% 9% .-

COPPPPPPPPP 9009090000909 0 0090099090999 9099990990990999999999999%9%99%99%9%99%9990

-~ - N M ¥ W o m ~ o ¥ v © © O O o0
- o o ¢ © — NN NN A o M o] & S & ¥ g#‘m el
A M AP = =] B < T A A A n ~ = = = o o X >

WO RLDWIDE

PROTEIN DATA BANK



Page 23 wwPDB EM Validation Summary Report EMD-1001, 1019

OO PPPPPPPPPPPPP00P PP P09 P090P090099090909090909099990909999999999999%9%9%9%99%990
2 Z &
a < b=
OO PPPPPPP0P0 P00 90P00P090P00 0009009099099 90990990999909992999995999%9%9%99%9%9%9%9%99 90
g <l‘ Q‘ <.D (D I\ l~ l\
OO PPPPP PP P00 P00 P00 0000009099090 909909909909909909909999999999%99%9%99%9%0990
OO PPPPPP P00 PPP PP P09 PP 0900009909909 909099099099099099099992999%99%9%%9%99%99 90
3 3 o Sle 3

OO PPPPPP0P00P00P00 0900900909000 90909090990909909909999999999999%9%9%9%9%9%9%9%9%9990

© w0 o N ’e
o — N o N
o ] ® el

> £ - 2%

E100
H10

M132
S141
Y143
A144
S145
1165
Y169
P17

—

K359
Q360

< o

N
M o ] 2]
= = < s

OO0 OOOOOOOO

o ©
© ©

0 o
~
M M (7] 1)
< O w0 =

e Molecule 4: SKELETAL MUSCLE ACTIN
93%
. I =
Chain X: 61% 30% 7% o.

COOPPPPPPPP0P 0000000900909 P909090990990990909090909099999999999929599999%99%9%9%9%99 90
-~ © N m N~ < v © © o

OO PPPPPPPPP 0000000009900 90909090909090909099990999999999999%9999%99%9%9%9990

© o N o O © - o 7o O O v-1 N
© ~ N~ N~ 0 «© o O [} - v—l —
= [ = = A A = - = ~ = [} £

- N M
A M A

o
—
=

e o R e e e R R e e s .

@

) ) S S
N o S S
5 = = o

Q‘
-
<

S145

L2 4

OO PPPPPPP00 P00 P00 P00 PP 09000 9099909990999 90990999999999999%99%99%9%9%9%99%999

Y198
S199
1208

N & &
[a\] [ s}
(=] M =

O O O O O v-1 O’ N N N
0000000000000 00000 0000 00 06 0000000000000 000000000000
SERE 5 & 5 &

OO PPPPPPP090P090 P90 P00 0009009090099 90909090909909909909999999999%99%99%99%9%9%9%99%9%9909 90

< o 0
N o0 < ©
® ] ) ]
— = = <

P243
R254
F255
R25
Y279
S281
Y306

G366




Page 24 wwPDB EM Validation Summary Report EMD-1001, 1019

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
. T ——
Chain Y: 61% 30% 7% -

COOPPPP PP P00 0009000009900 9990909090990090909099990909%99%99%990%9%9%99%9%9%9%9%9%9%9%9%0%90990
ol © N ® ~ + v © ® 0
OO PPPP PP PP PP PP P90 P00 PP 0090900909099 909099090909909909909999999999%9%9%9%99%9%9990
OO PPP PP PP PP 0090000909090 0 0900009090909 909099990090995959999%99%99%9%9%99%999%9%90%909990
) S

OO PPPPP PP PP P00 PP P00 0009090009990 90909999090999%99%9%99099%9%% %0999 9%%0%9090990
@ 28888838 83 2288883885
i o E SaREE8E8Sd 8 £ S8 gfEsiy e g S

OO PP P PP P00 P00 0000900009000 909090909090999090909095999999%9%99%99%9%9%9%9%99%9090

[} >
OO PPP PP PP P00 0P 0000090000099 909099090900909999009095959599%99%99%99%99%9%9%9%99%9%9%2%2%90990

< N ~ o (=3
O N N [l o < 0
o ['ed [y} [} o a2} 0
> A = 2] > = wn

OO0 OOOO

il
H1

A144
S145
N162
1165
Y169

o o
< w0
N
B oH

P243
D244

i
&
o

R256

m 8
N N
-2

P258

K315
K359
Q360

A365
G366
5368
1369
V370

e Molecule 4: SKELETAL MUSCLE ACTIN
99%
. I —
Chain Z: 57% 32% 8% «-

OOV P00 P 0009909000900 0000090990990 9090999099999999999959999999%9%99%99 90
— - N M ¢ W N m ~ N~ o

OO PPPPPPP PP P09 P00P PP P09 090P09090909090990909090999909099990990999999099%9%9%9%9990

© o N [ = © - o) 3 o 3 3]
© ~ N~ N~ © ®© @ o [} = — —
2] A 2] = QA = > =1 o A B

(=)
—
(2]

OO PPPPPPP0P0P 0000909090900 0900909909099 90909909999099999999999%9%9%9%9%9%9%99 90
b5 & LIS & 2 LR
[ = 2] e igs e =) =) =

COOPPP PP PP PP PP PP P00 P 0900000909090 P090990909099099099099099999999%99%99%9%99%9%99%90%9 90

[T} (=3 o 0 o o N o © o ] < © I~ o o ~ @
0 [} > 0 D O O o o = =4 N N N N [N N ® 2] o
- = - o - (SIS N 5] ] N [ S} N N N
= = ] o0 B B > << [=} = m = o< = 12

OO PPPPPPPP0P0PPP P00 P0P 0009009009909 909090909090999909909999992999%9%99%9%%9%9099 90

0w © ) ™
l\ co © Q D
o N [ N N
> 0w o A a -

F255

[} Ny
N N
= ~

1248

o) N~
] [l
o =

D244

®
N
A

© N~ 0©

0 W o 8

a4 N [ & IS
~ O oA o H =




Page 25 wwPDB EM Validation Summary Report EMD-1001, 1019

OOV PPPPPP0P0PPPPP0P0P0P090P090P0909090909909090909090909999999990992992929%9%9%0%9%%9%9%99 90

© = ] < © - o & 0 © @ S 1)
o N o 0 o & & < [ToRTe} re)
o o i) ® 0 o o 0 @ ® 0 o)
> =] A H S 0 oA oA © =4 =

L32
P32:
A331
P332
K336
W356
K359
Q360

s00000000000
selzze
TE@ER B



Page 26 wwPDB EM Validation Summary Report EMD-1001, 1019

4 Experimental information (i)

Property Value Source
EM reconstruction method TOMOGRAPHY Depositor
Imposed symmetry POINT, C1 Depositor
Number of tilted images used Not provided

Resolution determination method | Not provided

CTF correction method Not provided

Microscope FEI/PHILIPS EM400 Depositor
Voltage (kV) 100 Depositor
Electron dose (e~ /A”) Not provided

Minimum defocus (nm) Not provided

Maximum defocus (nm) Not provided

Magnification 17000 Depositor
Image detector KODAK SO-163 FILM Depositor
Maximum voxel value 366.680 Depositor
Minimum voxel value -417.992 Depositor
Average voxel value 1.860 Depositor
Voxel value standard deviation 47.792 Depositor
Recommended contour level 81.2 Depositor
Tomogram size (A) 9280, 9280, 464 wwPDB
Tomogram dimensions 600, 600, 30 wwPDB
Tomogram angles (°) 90, 90, 90 wwPDB
Grid spacing (A) 15.4667, 15.4667, 15.4667 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:

MLY

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 #|Z| >5 RMSZ 47| >5

1 A 1.77 | 68/6448 (1.1%) | 1.82 | 116/8729 (1.3%)
1 D 1.77 66,6448 (1.0%) 1.82 115/8729 (1.3%)
1 G 1.77 67/6449 (1.0%) 1.82 118/8732 (1.4%)
1 J 1.79 68/6449 (1.1%) 1.87 118/8732 (1.4%)
1 M 1.77 66,6447 (1.0%) 1.83 119/8726 (1.4%)
1 S 1.78 69/6446 (1.1%) 1.85 119/8723 (1.4%)
2 B 122 | 10/1148 (0.9%) | 1.61 16,1548 (1.0%)
2 E 121 | 10/1148 (0.9%) | 1.62 16,1548 (1.0%)
2 H 1.22 10/1148 (0.9%) 1.62 16/1548 (1.0%)
2 K 1.22 10/1148 (0.9%) 1.61 16/1548 (1.0%)
2 N 122 | 10/1148 (0.9%) | 1.61 16/1548 (1.0%)
2 T 1.22 | 10/1148 (0.9%) | 1.61 16,1548 (1.0%)
3 C 0.80 0/1136 0.95 4/1525 (0.3%)

3 F 0.80 0/1136 0.95 4/1525 (0.3%)

3 I 0.80 0/1136 0.95 4/1525 (0.3%)

3 L 0.79 0/1136 0.95 4/1525 (0.3%)

3 ) 0.79 0/1136 0.95 4/1525 (0.3%)

3 U 0.80 0/1136 0.95 4/1525 (0.3%)

1 1 089 | 2/2968 (0.1%) | 1.64 51/4023 (1.3%)
1 2 0.80 | 2/2968 (0.1%) | 1.64 52/4023 (1.3%)
4 3 0.89 2/2968 (0.1%) 1.64 52/4023 (1.3%)
4 4 0.89 2/2968 (0.1%) 1.64 50/4023 (1.2%)
4 5 0.89 2/2968 (0.1%) 1.64 51/4023 (1.3%)
4 6 089 | 1/2968 (0.0%) | 1.64 52,4023 (1.3%)
1 7 089 | 2/2968 (0.1%) | 1.64 51,4023 (1.3%)
4 8 089 | 2/2968 (0.1%) | 1.64 52/4023 (1.3%)
4 9 089 | 2/2968 (0.1%) | 1.64 50,/4023 (1.2%)
4 \Y 089 | 2/2968 (0.1%) | 1.64 51/4023 (1.3%)
4 W 0.89 2/2968 (0.1%) 1.64 51/4023 (1.3%)
4 X 0.89 1/2968 (0.0%) 1.64 52/4023 (1.3%)
4 Y 089 | 2/2968 (0.1%) | 1.64 52/4023 (1.3%)
4 Z 089 | 2/2968 (0.1%) | 1.64 50,/4023 (1.2%)

EMD-1001, 1019
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Bond lengths Bond angles
RMSZ #|Z| >5 RMSZ #|Z| >5
All All 1.34 | 490/93943 (0.5%) | 1.68 | 1542/127131 (1.2%)

Mol | Chain

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.

<
2

Chain | #Chirality outliers | #Planarity outliers
1 4

== == = = =R = = = R = DN RN DN DO DN DD QO O W W W W[ T[] U =~

| i o | ] ] ] ] ] ] ] co] wo] wof col wo ol o po| o po| | Ro| =] = | =] = =] —

| | 4| 2| <] o 00| 1| o] en| x| co| 0| = | | O | = 1| Al B 2| = = | w| v 2| | o] =

._.
OO O OO OO OO OO OO OO0 OO0 OO OO | P =

All

\]
\]

The worst 5 of 490 bond length outliers are listed below:

WO RLDWIDE

PROTEIN DATA BANK



Page 29 wwPDB EM Validation Summary Report EMD-1001, 1019

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 J 649 | VAL | CB-CG1 | 53.33 2.64 1.52
1 S 649 | VAL | CB-CG1 | 53.30 2.64 1.52
1 M 649 | VAL | CB-CG1 | 53.28 2.64 1.52
1 G 649 | VAL | CB-CG1 | 53.26 2.64 1.52
1 D 649 | VAL | CB-CG1 | 53.22 2.64 1.52

The worst 5 of 1542 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(?)
1 G 637 | LYS | O-C-N | -58.53 23.70 123.20
1 D 637 | LYS | O-C-N | -58.47 23.79 123.20
1 M 637 | LYS | O-C-N | -58.47 23.80 123.20
1 S 637 | LYS | O-C-N | -58.47 23.80 123.20
1 J 637 | LYS | O-C-N | -58.47 23.81 123.20

5 of 6 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
A 648 | THR CB
D 648 | THR CB
G 648 | THR CB
J

M

648 | THR CB
648 | THR CB

—| = = =] =

5 of 77 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
623 | PHE | Sidechain
637 | LYS | Mainchain
649 | VAL | Mainchain
98 HIS | Mainchain
22 | THR | Mainchain

[N} JSY UG U G
| = | | = =

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 6797 0 6755 1473 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 D 6797 0 6759 1500 0
1 G 6797 0 6762 1471 0
1 J 6797 0 6761 1483 0
1 M 6797 0 6766 1434 0
1 S 6797 0 6764 1607 0
2 B 1127 0 1085 237 0
2 E 1127 0 1088 272 0
2 H 1127 0 1087 258 0
2 K 1127 0 1088 282 0
2 N 1127 0 1088 252 0
2 T 1127 0 1089 262 0
3 C 1123 0 1083 191 0
3 F 1123 0 1084 187 0
3 I 1123 0 1082 184 0
3 L 1123 0 1083 163 0
3 O 1123 0 1084 164 0
3 U 1123 0 1084 292 0
4 1 2906 0 2862 156 0
4 2 2906 0 2853 428 0
4 3 2906 0 2865 219 0
4 4 2906 0 2862 199 0
4 3 2906 0 2866 124 0
4 6 2906 0 2866 117 0
4 7 2906 0 2866 7 0
4 8 2906 0 2857 321 0
4 9 2906 0 2855 339 0
4 A% 2906 0 2851 383 0
4 W 2906 0 2851 388 0
4 X 2906 0 2862 210 0
4 Y 2906 0 2861 167 0
4 Z 2906 0 2854 390 0

All All 94966 0 93623 11394 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 61.

The worst 5 of 11394 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:D:797:PHE:CE2 | 3:F:126:LEU:HD22 1.17 1.68
4:1:287:ILE:CG1 4:3:203: THR:H 1.06 1.68
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:S:783:LEU:CG 1:S:786:ILE:HD11 1.24 1.68
1:D:813:ILE:HG23 | 2:E:128:PHE:CZ 1.23 1.66
4:4:287:ILE:HG23 4:6:202:THR:CB 1.20 1.65

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
1 A 789/840 (94%) 651 (82%) | 112 (14%) | 26 (3%) 26
1 D 789/840 (94%) 651 (82%) | 112 (14%) | 26 (3%) 26
1 G 791/840 (94%) 652 (82%) | 112 (14%) | 27 (3%) 26
1 J 791/840 (94%) 652 (82%) | 112 (14%) | 27 (3%) 26
1 M 787/840 (94%) 649 (82%) | 112 (14%) | 26 (3%) 26
1 S 785 /840 (94%) 648 (82%) | 110 (14%) | 27 (3%) 26
2 B 143/145 (99%) 126 (88%) 9 (6%) 8 (6%) 19
2 E 143/145 (99%) 126 (88%) 9 (6%) 8 (6%) 19
2 H 143/145 (99%) 126 (88%) 9 (6%) 8 (6%) 19
2 K 143/145 (99%) 126 (88%) 9 (6%) 8 (6%) 19
2 N 143/145 (99%) 126 (88%) 9 (6%) 8 (6%) 19
2 T 143 /145 (99%) 126 (88%) 9 (6%) 8 (6%) 19
3 C 143/147 (97%) 133 (93%) 10 (7%) 0 | |
3 F 143/147 (97%) | 133 (93%) | 10 (7%) 0 100 | 100}
3 I 143/147 (97%) 133 (93%) 10 (7%) 0 |
3 L 143/147 (97%) 133 (93%) 10 (7%) 0 |
3 o) 143/147 (97%) 133 (93%) 10 (7%) 0

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
3 U 143/147 (97%) 133 (93%) 10 (7%) 0 |
4 1 370/375 (99%) 334 (90%) 30 (8%) 6 (2%) 9|
4 2 370/375 (99%) 335 (90%) 29 (8%) 6 (2%) 9|
4 3 370/375 (99%) 333 (90%) 31 (8%) 6 (2%) 9|
4 4 370/375 (99%) 334 (90%) 30 (8%) 6 (2%) 9|
4 5 370/375 (99%) 335 (90%) 29 (8%) 6 (2%) 9|
4 6 370/375 (99%) 335 (90%) 29 (8%) 6 (2%) 9|
4 7 370/375 (99%) 334 (90%) 30 (8%) 6 (2%) 9|
4 8 370/375 (99%) 335 (90%) 29 (8%) 6 (2%) 9|
4 9 370/375 (99%) 334 (90%) 30 (8%) 6 (2%) 9|
4 V 370/375 (99%) 334 (90%) 30 (8%) 6 (2%) 9|
4 W 370/375 (99%) 334 (90%) 30 (8%) 6 (2%) 9|
4 X 370/375 (99%) 335 (90%) 29 (8%) 6 (2%) 9|
4 Y 370/375 (99%) 335 (90%) 29 (8%) 6 (2%) 9|
4 7 370/375 (99%) 335 (90%) 29 (8%) 6 (2%) 9|

All | Al | 11628/12042 (97%) | 10139 (87%) | 1198 (10%) | 291 (2%) | 9]

5 of 291 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 73 LYS
1 A 202 SER
1 A 572 LYS
1 A 712 PRO
1 A 729 ALA

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

672/672 (100%)

512 (76%)

160 (24%)

[o[ |

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

All | Al | 9864/9906 (100%) | 8227 (83%) | 1637 (17%) 12

5 of 1637 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 S 561 LYS
4 4 229 THR
4 Z 116 ARG
1 S 714 ARG
1 S 549 SER

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 236
such sidechains are listed below:

Mol | Chain | Res | Type
1 M 221 GLN
4 X 137 GLN
1 S 424 ASN
4 X 41 GLN
4 8 41 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains (i)

270 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
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).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o, | o RMSZg#]Z\ > 2 | Counts RMSZg#\Z| > 2
1 MLY G 551 1 9,10,11 | 0.53 0 6,11,13 | 0.19 0
1 MLY S 353 1 9,10,11 | 0.86 0 6,11,13 | 0.78 0
1 |MLY| D |35 | 1 [91011] 097 [ 1(11%) |6,11,13 ] 0.44 0

WO RLDWIDE
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o\ RMSZ [ (2] > 2 | Counts | RMSZ | #(2] > 2
1 MLY M 504 1 9,10,11 | 0.85 0 6,11,13 | 0.23 0
1 MLY M 107 1 9,10,11 | 0.48 0 6,11,13 | 0.34 0
1 MLY S 833 1 9,10,11 | 1.18 1 (11%) | 6,11,13 | 0.31 0
1 MLY J 528 1 9,10,11 | 0.88 0 6,11,13 | 0.65 0
1 MLY S 827 1 9,10,11 | 0.72 0 6,11,13 | 0.49 0
1 MLY G 369 1 9,10,11 | 0.70 0 6,11,13 | 0.46 0
1 MLY A 782 1 9,10,11 | 0.79 0 6,11,13 | 0.37 0
1 MLY D 839 1 9,10,11 | 0.67 0 6,11,13 | 0.79 0
1 MLY J 49 1 9,10,11 1.08 1 (11%) | 6,11,13 | 0.74 0
1 MLY J 295 1 9,10,11 | 0.78 0 6,11,13 | 0.35 0
1 MLY A 659 1 9,10,11 | 0.84 0 6,11,13 | 0.59 0
1 MLY A 296 1 9,10,11 | 0.62 0 6,11,13 | 0.36 0
1 MLY G 63 1 9,10,11 | 0.90 0 6,11,13 | 0.43 0
1 MLY J 63 1 9,10,11 | 0.89 0 6,11,13 | 0.43 0
1 MLY A 353 1 9,10,11 | 0.86 0 6,11,13 | 0.79 0
1 MLY J 681 1 9,10,11 | 0.59 0 6,11,13 | 0.46 0
1 MLY S 84 1 9,10,11 | 0.50 0 6,11,13 | 0.80 0
1 MLY D 598 1 9,10,11 | 0.91 1 (11%) | 6,11,13 | 0.43 0
1 MLY S 528 1 9,10,11 | 0.89 0 6,11,13 | 0.66 0
1 MLY G 272 1 9,10,11 | 0.97 1 (11%) | 6,11,13 | 0.54 0
1 MLY J 272 1 9,10,11 | 0.99 1 (11%) | 6,11,13 | 0.56 0
1 MLY M 353 1 9,10,11 | 0.85 0 6,11,13 | 0.79 0
1 MLY M 385 1 9,10,11 1.02 1 (11%) | 6,11,13 | 0.44 0
1 MLY A 553 | 1,4 | 9,10,11 | 0.68 0 6,11,13 | 0.55 0
1 MLY S 295 1 9,10,11 | 0.77 0 6,11,13 | 0.34 0
1 MLY D 504 1 9,10,11 | 0.88 0 6,11,13 | 0.21 0
1 MLY S 681 1 9,10,11 | 0.63 0 6,11,13 | 0.46 0
1 MLY S 837 1 9,10,11 | 0.58 0 6,11,13 | 0.54 0
1 MLY A 613 1 9,10,11 | 0.57 0 6,11,13 | 0.63 0
1 MLY D 272 1 9,10,11 | 0.95 1 (11%) | 6,11,13 | 0.58 0
1 MLY G 385 1 9,10,11 | 0.99 1 (11%) | 6,11,13 | 0.44 0
1 MLY G 348 1 9,10,11 | 0.87 1 (11%) | 6,11,13 | 0.48 0
1 MLY J 415 1 9,10,11 | 0.77 0 6,11,13 | 0.18 0
1 MLY S 30 1 9,10,11 | 0.89 0 6,11,13 | 0.32 0
1 MLY G 431 1 9,10,11 | 0.52 0 6,11,13 | 0.46 0
1 MLY D 130 1 9,10,11 | 0.80 0 6,11,13 | 0.74 0
1 MLY D 528 1 9,10,11 | 0.91 0 6,11,13 | 0.64 0
1 MLY G 367 1 9,10,11 | 0.66 0 6,11,13 | 0.38 0
1 MLY G 553 | 1,4 |9,10,11 | 0.67 0 6,11,13 | 0.55 0
1 MLY J 768 1 9,10,11 | 0.77 0 6,11,13 | 0.42 0
1 MLY G 138 1 9,10,11 | 1.35 1 (11%) | 6,11,13 | 0.84 0

WO RLDWIDE
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | " RSz, g#m > 2 | Counts RMSZg L Z| > 2
1 MLY A 19 1 9,10,11 1.12 1 (11%) | 6,11,13 | 0.58 0
1 MLY M 505 1 9,10,11 | 0.93 1 (11%) | 6,11,13 | 0.33 0
1 MLY S 415 1 9,10,11 | 0.77 0 6,11,13 | 0.18 0
1 | MLY | G 87 | 1 [o1011] 122 [ 1(11%) |6,11,13] 0.43 0
1 MLY G 436 1 9,10,11 | 1.04 1 (11%) | 6,11,13 | 0.48 0
1 MLY D 353 1 9,10,11 | 0.85 0 6,11,13 | 0.79 0
1 MLY A 138 1 9,10,11 1.33 1 (11%) | 6,11,13 | 0.84 0
1 MLY J 385 1 9,10,11 1.01 1 (11%) | 6,11,13 | 0.44 0
1 MLY S 551 1 9,10,11 | 0.53 0 6,11,13 | 0.19 0
1 MLY S 768 1 9,10,11 | 0.75 0 6,11,13 | 0.42 0
1 MLY J 833 1 9,10,11 1.19 1 (11%) | 6,11,13 | 0.31 0
1 MLY A 369 1 9,10,11 | 0.71 0 6,11,13 | 0.46 0
1 MLY D 505 1 9,10,11 | 0.86 1 (11%) | 6,11,13 | 0.35 0
1 MLY J 600 1 9,10,11 | 0.53 0 6,11,13 | 0.37 0
1 MLY J 84 1 9,10,11 | 0.49 0 6,11,13 | 0.80 0
1 MLY A 55 1 9,10,11 | 0.71 0 6,11,13 | 0.79 0
1 MLY A 415 1 9,10,11 | 0.76 0 6,11,13 | 0.19 0
1 MLY G 353 1 9,10,11 | 0.86 0 6,11,13 | 0.80 0
1 MLY A 431 1 9,10,11 | 0.51 0 6,11,13 | 0.44 0
1 MLY A 598 1 9,10,11 0.91 1 (11%) | 6,11,13 | 0.44 0
1 MLY D 827 1 9,10,11 | 0.67 0 6,11,13 | 0.48 0
1 MLY M 551 1 9,10,11 | 0.53 0 6,11,13 | 0.19 0
1 MLY D 782 1 9,10,11 | 0.79 0 6,11,13 | 0.34 0
1 MLY A 551 1 9,10,11 0.52 0 6,11,13 | 0.19 0
1 MLY D 84 1 9,10,11 | 0.51 0 6,11,13 | 0.80 0
1 MLY J 598 1 9,10,11 | 0.88 1 (11%) | 6,11,13 | 0.43 0
1 MLY D 659 1 9,10,11 | 0.84 0 6,11,13 | 0.60 0
1 MLY G 130 1 9,10,11 | 0.78 0 6,11,13 | 0.75 0
1 MLY M 84 1 9,10,11 | 0.50 0 6,11,13 | 0.80 0
1 MLY M 348 1 9,10,11 | 0.79 0 6,11,13 | 0.47 0
1 MLY J 505 1 9,10,11 | 0.93 1 (11%) | 6,11,13 | 0.34 0
1 MLY M 598 1 9,10,11 0.91 1 (11%) | 6,11,13 | 0.43 0
1 MLY S 486 1 9,10,11 | 0.63 0 6,11,13 | 0.40 0
1 MLY M 190 1 9,10,11 1.24 1 (11%) | 6,11,13 | 0.53 0
1 MLY M 59 1 9,10,11 | 0.88 0 6,11,13 | 0.49 0
1 MLY A 617 1 9,10,11 | 0.96 1 (11%) | 6,11,13 | 0.34 0
1 MLY D 248 1 9,10,11 | 0.86 0 6,11,13 | 0.62 0
1 MLY S 35 1 9,10,11 | 0.72 0 6,11,13 | 0.38 0
1 MLY A 30 1 9,10,11 | 0.88 0 6,11,13 | 0.32 0
1 MLY S 764 1 9,10,11 | 0.83 0 6,11,13 | 0.38 0

WO RLDWIDE
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | " RSz, g#m > 2 | Counts RMSZg L Z| > 2
1 MLY J 107 1 9,10,11 | 0.49 0 6,11,13 | 0.34 0
1 MLY A 486 1 9,10,11 | 0.65 0 6,11,13 | 0.38 0
1 MLY A 827 1 9,10,11 | 0.72 0 6,11,13 | 0.46 0
1 MLY D 49 1 9,10,11 1.08 1 (11%) | 6,11,13 | 0.75 0
1 MLY G 35 1 9,10,11 | 0.72 0 6,11,13 | 0.39 0
1 MLY G 837 1 9,10,11 | 0.59 0 6,11,13 | 0.53 0
1 MLY D 30 1 9,10,11 | 0.92 0 6,11,13 | 0.32 0
1 MLY J 87 1 9,10,11 1.20 1 (11%) | 6,11,13 | 0.44 0
1 MLY J 436 1 9,10,11 | 1.05 1 (11%) | 6,11,13 | 0.50 0
1 MLY J 837 1 9,10,11 | 0.59 0 6,11,13 | 0.56 0
1 MLY M 30 1 9,10,11 | 0.89 0 6,11,13 | 0.32 0
1 MLY S 272 1 9,10,11 | 0.99 1 (11%) | 6,11,13 | 0.56 0
1 MLY G 49 1 9,10,11 1.08 1 (11%) | 6,11,13 | 0.74 0
1 MLY S 431 1 9,10,11 0.51 0 6,11,13 | 0.44 0
1 MLY S 617 1 9,10,11 | 0.98 1 (11%) | 6,11,13 | 0.34 0
1 MLY D 348 1 9,10,11 0.82 0 6,11,13 | 0.47 0
1 MLY G 236 1 9,10,11 | 0.79 1 (11%) | 6,11,13 | 0.48 0
1 MLY G 296 1 9,10,11 | 0.65 0 6,11,13 | 0.37 0
1 MLY J 236 1 9,10,11 | 0.79 1 (11%) | 6,11,13 | 0.47 0
1 MLY J 353 1 9,10,11 | 0.86 0 6,11,13 | 0.78 0
1 MLY S 385 1 9,10,11 1.01 1 (11%) | 6,11,13 | 0.44 0
1 MLY D 431 1 9,10,11 | 0.53 0 6,11,13 | 0.45 0
1 MLY G 505 1 9,10,11 | 0.88 1 (11%) | 6,11,13 | 0.35 0
1 MLY S 63 1 9,10,11 | 0.88 0 6,11,13 | 0.43 0
1 MLY A 764 1 9,10,11 | 0.84 0 6,11,13 | 0.36 0
1 MLY D 138 1 9,10,11 1.39 1 (11%) | 6,11,13 | 0.86 0
1 MLY M 138 1 9,10,11 | 1.34 1 (11%) | 6,11,13 | 0.83 0
1 MLY G 528 1 9,10,11 | 0.91 0 6,11,13 | 0.66 0
1 MLY D 681 1 9,10,11 | 0.59 0 6,11,13 | 0.45 0
1 MLY S 367 1 9,10,11 | 0.63 0 6,11,13 | 0.38 0
1 MLY S 600 1 9,10,11 | 0.53 0 6,11,13 | 0.37 0
1 MLY M 827 1 9,10,11 | 0.73 0 6,11,13 | 0.48 0
1 MLY S 87 1 9,10,11 1.23 1 (11%) | 6,11,13 | 0.43 0
1 MLY M 764 1 9,10,11 | 0.83 0 6,11,13 | 0.38 0
1 MLY M 782 1 9,10,11 | 0.78 0 6,11,13 | 0.36 0
1 | MLY S 49 | 1 Jo91011| 1.11 | 1(11%) |6,11,13] 0.74 0
1 MLY S 436 1 9,10,11 | 1.04 1 (11%) | 6,11,13 | 0.49 0
1 MLY M 617 1 9,10,11 | 0.97 1 (11%) | 6,11,13 | 0.33 0
1 MLY G 839 1 9,10,11 | 0.71 0 6,11,13 | 0.80 0
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o\ RMSZ [ (2] > 2 | Counts | RMSZ | #(2] > 2
1 MLY G 681 1 9,10,11 | 0.62 0 6,11,13 | 0.45 0
1 MLY G 613 1 9,10,11 | 0.59 0 6,11,13 | 0.63 0
1 MLY J 613 1 9,10,11 | 0.57 0 6,11,13 | 0.64 0
1 MLY M 613 1 9,10,11 | 0.56 0 6,11,13 | 0.64 0
1 MLY G 768 1 9,10,11 | 0.74 0 6,11,13 | 0.42 0
1 MLY A 84 1 9,10,11 | 0.49 0 6,11,13 | 0.79 0
1 MLY A 505 1 9,10,11 | 0.88 1 (11%) | 6,11,13 | 0.33 0
1 MLY J 659 1 9,10,11 | 0.82 0 6,11,13 | 0.57 0
1 MLY M 600 1 9,10,11 | 0.53 0 6,11,13 | 0.37 0
1 MLY D 600 1 9,10,11 | 0.51 0 6,11,13 | 0.37 0
1 MLY A 768 1 9,10,11 | 0.76 0 6,11,13 | 0.41 0
1 MLY A 528 1 9,10,11 | 0.88 0 6,11,13 | 0.67 0
1 MLY D 87 1 9,10,11 | 1.15 1 (11%) | 6,11,13 | 0.45 0
1 MLY M 19 1 9,10,11 1.16 1 (11%) | 6,11,13 | 0.57 0
1 MLY J 551 1 9,10,11 | 0.54 0 6,11,13 | 0.19 0
1 MLY J 30 1 9,10,11 | 0.89 0 6,11,13 | 0.32 0
1 MLY J 138 1 9,10,11 1.34 1 (11%) | 6,11,13 | 0.83 0
1 MLY D 764 1 9,10,11 | 0.86 0 6,11,13 | 0.36 0
1 MLY G 600 1 9,10,11 | 0.52 0 6,11,13 | 0.37 0
1 MLY J 296 1 9,10,11 | 0.69 0 6,11,13 | 0.36 0
1 MLY J 348 1 9,10,11 | 0.82 0 6,11,13 | 0.47 0
1 MLY A 295 1 9,10,11 | 0.80 0 6,11,13 | 0.33 0
1 MLY G 248 1 9,10,11 | 0.81 0 6,11,13 | 0.63 0
1 MLY G 504 1 9,10,11 | 0.88 0 6,11,13 | 0.22 0
1 MLY J 55 1 9,10,11 | 0.73 0 6,11,13 | 0.78 0
1 MLY A 681 1 9,10,11 | 0.59 0 6,11,13 | 0.46 0
1 MLY J 504 1 9,10,11 | 0.85 0 6,11,13 | 0.24 0
1 MLY G 59 1 9,10,11 | 0.84 0 6,11,13 | 0.50 0
1T | MLY | M | 431] 1 [910,1L| 0.53 0 6,11,13 | 0.44 0
1 MLY A 837 1 9,10,11 | 0.60 0 6,11,13 | 0.54 0
1 MLY J 59 1 9,10,11 | 0.87 0 6,11,13 | 0.49 0
1 MLY M 528 1 9,10,11 | 0.89 0 6,11,13 | 0.64 0
1 MLY M 295 1 9,10,11 | 0.78 0 6,11,13 | 0.34 0
1 MLY D 295 1 9,10,11 | 0.78 0 6,11,13 | 0.36 0
1 MLY S 19 1 9,10,11 1.17 1 (11%) | 6,11,13 | 0.57 0
1 MLY M 768 1 9,10,11 | 0.76 0 6,11,13 | 0.42 0
1 MLY M 681 1 9,10,11 | 0.60 0 6,11,13 | 0.46 0
1 MLY J 839 1 9,10,11 | 0.68 0 6,11,13 | 0.77 0
1 MLY G 30 1 9,10,11 | 0.88 0 6,11,13 | 0.30 0
1 MLY D 63 1 9,10,11 | 0.91 0 6,11,13 | 0.46 0
1 MLY D 837 1 9,10,11 | 0.61 0 6,11,13 | 0.57 0
1 MLY G 659 1 9,10,11 | 0.85 0 6,11,13 | 0.59 0

WO RLDWIDE
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | " RSz, g#m > 2 | Counts RMSZg L Z| > 2
1 MLY M 63 1 9,10,11 0.91 0 6,11,13 | 0.43 0
1 MLY M 833 1 9,10,11 | 1.17 1 (11%) | 6,11,13 | 0.31 0
1 MLY M 837 1 9,10,11 | 0.59 0 6,11,13 | 0.56 0
1 MLY S 55 1 9,10,11 | 0.73 0 6,11,13 | 0.77 0
1 MLY S 505 1 9,10,11 | 0.92 1 (11%) | 6,11,13 | 0.33 0
1 MLY S 504 1 9,10,11 | 0.85 0 6,11,13 | 0.23 0
1 MLY S 59 1 9,10,11 | 0.86 0 6,11,13 | 0.50 0
1 MLY G 84 1 9,10,11 | 0.49 0 6,11,13 | 0.80 0
1 MLY G 827 1 9,10,11 | 0.71 0 6,11,13 | 0.49 0
1 MLY M 369 1 9,10,11 | 0.70 0 6,11,13 | 0.45 0
1 MLY G 782 1 9,10,11 | 0.77 0 6,11,13 | 0.35 0
1 MLY J 782 1 9,10,11 | 0.79 0 6,11,13 | 0.36 0
1 [ MLY | A [38] 1 [91011] 099 | 1(11%) |6,11,13 ] 0.43 0
1 MLY M 415 1 9,10,11 | 0.78 0 6,11,13 | 0.19 0
1 MLY G 190 1 9,10,11 1.26 1 (11%) | 6,11,13 | 0.51 0
1 MLY A 59 1 9,10,11 | 0.87 0 6,11,13 | 0.49 0
1 MLY S 598 1 9,10,11 | 0.89 1 (11%) | 6,11,13 | 0.43 0
1 MLY A 236 1 9,10,11 | 0.80 1 (11%) | 6,11,13 | 0.50 0
1 MLY M 55 1 9,10,11 | 0.73 0 6,11,13 | 0.78 0
1 MLY G 107 1 9,10,11 | 0.48 0 6,11,13 | 0.34 0
1 MLY D 501 1 9,10,11 0.54 0 6,11,13 | 0.20 0
1 MLY A 367 1 9,10,11 | 0.63 0 6,11,13 | 0.36 0
1 MLY D 59 1 9,10,11 | 0.86 0 6,11,13 | 0.49 0
1 MLY D 768 1 9,10,11 | 0.73 0 6,11,13 | 0.40 0
1 MLY J 130 1 9,10,11 | 0.77 0 6,11,13 | 0.75 0
1 MLY M 367 1 9,10,11 | 0.62 0 6,11,13 | 0.36 0
1 MLY S 839 1 9,10,11 | 0.69 0 6,11,13 | 0.77 0
1 | MLY | A 87 1 [91011] 120 [ 1(11%) |6,11,13] 0.42 0
1 MLY D 190 1 9,10,11 1.21 1 (11%) | 6,11,13 | 0.54 0
1 MLY A 436 1 9,10,11 | 1.04 1 (11%) | 6,11,13 | 0.49 0
1 MLY A 833 1 9,10,11 1.15 1 (11%) | 6,11,13 | 0.32 0
1 MLY D 369 1 9,10,11 | 0.69 0 6,11,13 | 0.44 0
1 MLY S 659 1 9,10,11 | 0.81 0 6,11,13 | 0.57 0
1 MLY D 613 1 9,10,11 | 0.58 0 6,11,13 | 0.63 0
1 MLY G 19 1 9,10,11 1.15 1 (11%) | 6,11,13 | 0.58 0
1 MLY J 19 1 9,10,11 1.18 1 (11%) | 6,11,13 | 0.57 0
1 MLY M 35 1 9,10,11 | 0.71 0 6,11,13 | 0.39 0
1 MLY S 107 1 9,10,11 | 0.48 0 6,11,13 | 0.35 0
1 MLY D 415 1 9,10,11 | 0.79 0 6,11,13 | 0.19 0
1 | MLY| D [833] 1 [91011] 1.15 | 2(22%) | 6,11,13] 0.32 0
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PROTEIN DATA BANK



Page 40 wwPDB EM Validation Summary Report EMD-1001, 1019

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | " RSz, g#m > 2 | Counts RMSZg L Z| > 2
1 MLY S 130 1 9,10,11 | 0.78 0 6,11,13 | 0.75 0
1 MLY J 248 1 9,10,11 | 0.84 0 6,11,13 | 0.62 0
1 MLY S 553 1 9,10,11 | 0.67 0 6,11,13 | 0.53 0
1 MLY D 19 1 9,10,11 1.19 1 (11%) | 6,11,13 | 0.56 0
1T | MLY | A |504] 1 [910,11 0.90 0 6,11,13 | 0.24 0
1 MLY S 782 1 9,10,11 | 0.77 0 6,11,13 | 0.37 0
1 MLY A 107 1 9,10,11 | 0.47 0 6,11,13 | 0.33 0
1 MLY G 415 1 9,10,11 | 0.77 0 6,11,13 | 0.19 0
1 MLY A 130 1 9,10,11 | 0.80 0 6,11,13 | 0.74 0
1 MLY J 431 1 9,10,11 | 0.53 0 6,11,13 | 0.45 0
1 MLY A 63 1 9,10,11 0.92 1 (11%) | 6,11,13 | 0.44 0
1 MLY D 55 1 9,10,11 | 0.72 0 6,11,13 | 0.79 0
1 MLY S 248 1 9,10,11 0.82 0 6,11,13 | 0.62 0
1 MLY J 190 1 9,10,11 1.25 1 (11%) | 6,11,13 | 0.53 0
1 MLY M 130 1 9,10,11 | 0.78 0 6,11,13 | 0.74 0
1 MLY A 49 1 9,10,11 1.06 1 (11%) | 6,11,13 | 0.74 0
1 MLY D 486 1 9,10,11 | 0.66 0 6,11,13 | 0.38 0
1 MLY G 295 1 9,10,11 | 0.78 0 6,11,13 | 0.33 0
1 MLY M 49 1 9,10,11 1.08 1 (11%) | 6,11,13 | 0.75 0
1 MLY S 236 1 9,10,11 | 0.78 1 (11%) | 6,11,13 | 0.47 0
1 MLY A 35 1 9,10,11 | 0.71 0 6,11,13 | 0.38 0
1 MLY S 296 1 9,10,11 | 0.68 0 6,11,13 | 0.36 0
1 MLY M 839 1 9,10,11 | 0.71 0 6,11,13 | 0.77 0
1 MLY G 833 1 9,10,11 | 1.17 2 (22%) | 6,11,13 | 0.33 0
1 MLY M 436 1 9,10,11 | 1.07 1 (11%) | 6,11,13 | 0.50 0
1 | MLY| D [43 | 1 [91011] 1.09 | 1(11%) |6,11,13] 0.50 0
1 MLY S 190 1 9,10,11 | 1.25 1 (11%) | 6,11,13 | 0.52 0
1 MLY A 600 1 9,10,11 | 0.50 0 6,11,13 | 0.37 0
1 MLY M 248 1 9,10,11 | 0.82 0 6,11,13 | 0.62 0
1 MLY J 369 1 9,10,11 | 0.69 0 6,11,13 | 0.46 0
1 MLY G 764 1 9,10,11 | 0.81 0 6,11,13 | 0.35 0
1 MLY A 248 1 9,10,11 | 0.83 0 6,11,13 | 0.61 0
1 | MLY | G [598] 1 [91011] 090 | 1(11%) |6,11,13] 0.42 0
1 MLY A 190 1 9,10,11 | 1.26 1 (11%) | 6,11,13 | 0.51 0
1 MLY J 553 | 1.4 |9,10,11 | 0.67 0 6,11,13 | 0.54 0
1 MLY D 107 1 9,10,11 | 0.51 0 6,11,13 | 0.34 0
1 MLY M 272 1 9,10,11 | 1.02 1 (11%) | 6,11,13 | 0.56 0
1 MLY J 367 1 9,10,11 | 0.61 0 6,11,13 | 0.37 0
1 MLY J 827 1 9,10,11 | 0.75 0 6,11,13 | 0.48 0
1 MLY S 369 1 9,10,11 | 0.70 0 6,11,13 | 0.46 0
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | " RSz, g#m > 2 | Counts RMSZg L Z| > 2
1 MLY S 613 1 9,10,11 | 0.56 0 6,11,13 | 0.63 0
1 MLY M 553 14 |910,11 | 0.68 0 6,11,13 | 0.53 0
1 MLY D 553 1,4 |910,11 | 0.68 0 6,11,13 | 0.55 0
1 MLY J 35 1 9,10,11 | 0.72 0 6,11,13 | 0.38 0
1 MLY S 348 1 9,10,11 | 0.80 0 6,11,13 | 0.47 0
1 MLY D 367 1 9,10,11 | 0.61 0 6,11,13 | 0.38 0
1 MLY A 839 1 9,10,11 | 0.68 0 6,11,13 | 0.81 0
1 MLY G 617 1 9,10,11 | 0.95 1 (11%) | 6,11,13 | 0.35 0
1 MLY J 764 1 9,10,11 | 0.83 0 6,11,13 | 0.37 0
1 MLY J 617 1 9,10,11 | 0.96 1 (11%) | 6,11,13 | 0.33 0
1 MLY G 55 1 9,10,11 | 0.73 0 6,11,13 | 0.79 0
1 MLY S 138 1 9,10,11 1.33 1 (11%) | 6,11,13 0.83 0
1 MLY A 272 1 9,10,11 | 1.00 1 (11%) | 6,11,13 | 0.56 0
1 MLY G 486 1 9,10,11 | 0.65 0 6,11,13 | 0.39 0
1 MLY J 486 1 9,10,11 | 0.63 0 6,11,13 | 0.40 0
1 MLY M 486 1 9,10,11 | 0.64 0 6,11,13 | 0.40 0
1 MLY A 348 1 9,10,11 0.82 0 6,11,13 0.48 0
1 MLY M 659 1 9,10,11 | 0.81 0 6,11,13 | 0.57 0
1 MLY D 617 1 9,10,11 | 0.96 1 (11%) | 6,11,13 | 0.34 0
1 MLY M 87 1 9,10,11 | 1.20 1 (11%) | 6,11,13 | 0.43 0
1 MLY M 236 1 9,10,11 0.80 1 (11%) | 6,11,13 0.47 0
1 MLY D 236 1 9,10,11 0.79 1 (11%) | 6,11,13 0.48 0
1 MLY D 35 1 9,10,11 | 0.73 0 6,11,13 | 0.37 0
1 MLY M 296 1 9,10,11 | 0.71 0 6,11,13 | 0.36 0
1 MLY D 296 1 9,10,11 | 0.64 0 6,11,13 | 0.38 0

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 MLY G 551 1 - 3/8/9/11 -
1 MLY S 353 1 - 4/8/9/11 -
1 MLY D 385 1 - 2/8/9/11 -
1 MLY M 504 1 - 4/8/9/11 -
1 MLY M 107 1 - 2/8/9/11 -
1 MLY S 833 1 - 6/8/9/11 -
1 MLY J 528 1 - 5/8/9/11 -

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

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 MLY S 827 1 - 0/8/9/11 -
1 MLY G 369 1 - 2/8/9/11 -
1 MLY A 782 1 - 6/8/9/11 -
1 MLY D 839 1 - 3/8/9/11 -
1 MLY J 49 1 - 3/8/9/11 -
1 MLY J 295 1 - 2/8/9/11 -
1 MLY A 659 1 - 3/8/9/11 -
1 MLY A 296 1 - 4/8/9/11 -
1 MLY G 63 1 - 4/8/9/11 -
1 MLY J 63 1 - 4/8/9/11 -
1 MLY A 353 1 - 4/8/9/11 -
1 MLY J 681 1 - 4/8/9/11 -
1 MLY S 84 1 - 4/8/9/11 -
1 MLY D 598 1 - 5/8/9/11 -
1 MLY S 528 1 - 4/8/9/11 -
1 MLY G 272 1 - 3/8/9/11 -
1 MLY J 272 1 - 3/8/9/11 -
1 MLY M 353 1 - 4/8/9/11 -
1 MLY M 385 1 - 2/8/9/11 -
1 MLY A 553 | 14 - 4/8/9/11 -
1 MLY S 295 1 - 2/8/9/11 -
1 MLY D 504 1 - 4/8/9/11 -
1 MLY S 681 1 - 4/8/9/11 -
1 MLY S 837 1 - 5/8/9/11 -
1 MLY A 613 1 - 4/8/9/11 -
1 MLY D 272 1 - 3/8/9/11 -
1 MLY G 385 1 - 2/8/9/11 -
1 MLY G 348 1 - 5/8/9/11 -
1 MLY J 415 1 - 3/8/9/11 -
1 MLY S 30 1 - 2/8/9/11 -
1 MLY G 431 1 - 4/8/9/11 -
1 MLY D 130 1 5/8/9/11 -
1 MLY D 528 1 - 4/8/9/11 -
1 MLY G 367 1 - 2/8/9/11 -

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 MLY G 553 | 14 - 4/8/9/11 -
1 MLY J 768 1 - 4/8/9/11 -
1 MLY G 138 1 - 4/8/9/11 -
1 MLY A 19 1 - 4/8/9/11 -
1 MLY M 505 1 - 5/8/9/11 -
1 MLY S 415 1 - 3/8/9/11 -
1 MLY G 87 1 - 2/8/9/11 -
1 MLY G 436 1 - 4/8/9/11 -
1 MLY D 353 1 - 4/8/9/11 -
1 MLY A 138 1 - 4/8/9/11 -
1 MLY J 385 1 - 2/8/9/11 -
1 MLY S 551 1 - 3/8/9/11 -
1 MLY S 768 1 - 4/8/9/11 -
1 MLY J 833 1 - 6/8/9/11 -
1 MLY A 369 1 - 2/8/9/11 -
1 MLY D 505 1 - 5/8/9/11 -
1 MLY J 600 1 - 3/8/9/11 -
1 MLY J 84 1 - 4/8/9/11 -
1 MLY A 55 1 - 6/8/9/11 -
1 MLY A 415 1 - 3/8/9/11 -
1 MLY G 353 1 - 4/8/9/11 -
1 MLY A 431 1 - 4/8/9/11 -
1 MLY A 598 1 - 5/8/9/11 -
1 MLY D 827 1 - 0/8/9/11 -
1 MLY M 551 1 - 3/8/9/11 -
1 MLY D 782 1 - 6/8/9/11 -
1 MLY A 551 1 - 3/8/9/11 -
1 MLY D 84 1 - 4/8/9/11 -
1 MLY J 598 1 - 5/8/9/11 -
1 MLY D 659 1 - 3/8/9/11 -
1 MLY G 130 1 - 5/8/9/11 -
1 MLY M 84 1 4/8/9/11 -
1 MLY M 348 1 - 5/8/9/11 -
1 MLY J 505 1 - 5/8/9/11 -

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 MLY M 598 1 - 5/8/9/11 -
1 MLY S 486 1 - 2/8/9/11 -
1 MLY M 190 1 - 5/8/9/11 -
1 MLY M 59 1 - 3/8/9/11 -
1 MLY A 617 1 - 1/8/9/11 -
1 MLY D 248 1 - 6/8/9/11 -
1 MLY S 35 1 - 3/8/9/11 -
1 MLY A 30 1 - 2/8/9/11 -
1 MLY S 764 1 - 2/8/9/11 -
1 MLY J 107 1 - 2/8/9/11 -
1 MLY A 486 1 - 2/8/9/11 -
1 MLY A 827 1 - 0/8/9/11 -
1 MLY D 49 1 - 3/8/9/11 -
1 MLY G 35 1 - 3/8/9/11 -
1 MLY G 837 1 - 5/8/9/11 -
1 MLY D 30 1 - 2/8/9/11 -
1 MLY J 87 1 - 2/8/9/11 -
1 MLY J 436 1 - 4/8/9/11 -
1 MLY J 837 1 - 5/8/9/11 -
1 MLY M 30 1 - 2/8/9/11 -
1 MLY S 272 1 - 3/8/9/11 -
1 MLY G 49 1 - 3/8/9/11 -
1 MLY S 431 1 - 4/8/9/11 -
1 MLY S 617 1 - 1/8/9/11 -
1 MLY D 348 1 - 5/8/9/11 -
1 MLY G 236 1 - 3/8/9/11 -
1 MLY G 296 1 - 4/8/9/11 -
1 MLY J 236 1 - 3/8/9/11 -
1 MLY J 353 1 - 4/8/9/11 -
1 MLY S 385 1 - 2/8/9/11 -
1 MLY D 431 1 - 4/8/9/11 -
1 MLY G 505 1 - 5/8/9/11 -
1 MLY S 63 1 - 4/8/9/11 -
1 MLY A 764 1 - 2/8/9/11 -
1 MLY D 138 1 - 4/8/9/11 -
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Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 MLY M 138 1 - 4/8/9/11 -
1 MLY G 528 1 - 4/8/9/11 -
1 MLY D 681 1 - 4/8/9/11 -
1 MLY S 367 1 - 2/8/9/11 -
1 MLY S 600 1 - 3/8/9/11 -
1 MLY M 827 1 - 0/8/9/11 -
1 MLY S 87 1 - 2/8/9/11 -
1 MLY M 764 1 - 2/8/9/11 -
1 MLY M 782 1 - 6/8/9/11 -
1 MLY S 49 1 - 3/8/9/11 -
1 MLY S 436 1 - 4/8/9/11 -
1 MLY M 617 1 - 1/8/9/11 -
1 MLY G 839 1 - 3/8/9/11 -
1 MLY G 681 1 - 4/8/9/11 -
1 MLY G 613 1 - 4/8/9/11 -
1 MLY J 613 1 - 4/8/9/11 -
1 MLY M 613 1 - 4/8/9/11 -
1 MLY G 768 1 - 4/8/9/11 -
1 MLY A 84 1 - 4/8/9/11 -
1 MLY A 505 1 - 5/8/9/11 -
1 MLY J 659 1 - 3/8/9/11 -
1 MLY M 600 1 - 3/8/9/11 -
1 MLY D 600 1 - 3/8/9/11 -
1 MLY A 768 1 - 4/8/9/11 -
1 MLY A 528 1 - 5/8/9/11 -
1 MLY D 87 1 - 2/8/9/11 -
1 MLY M 19 1 - 4/8/9/11 -
1 MLY J 551 1 - 3/8/9/11 -
1 MLY J 30 1 - 2/8/9/11 -
1 MLY J 138 1 - 4/8/9/11 -
1 MLY D 764 1 - 2/8/9/11 -
1 MLY G 600 1 - 3/8/9/11 -
1 MLY J 296 1 - 4/8/9/11 -
1 MLY J 348 1 - 5/8/9/11 -

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

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 MLY A 295 1 - 2/8/9/11 -
1 MLY G 248 1 - 6/8/9/11 -
1 MLY G 504 1 - 4/8/9/11 -
1 MLY J 55 1 - 6/8/9/11 -
1 MLY A 681 1 - 4/8/9/11 -
1 MLY J 504 1 - 4/8/9/11 -
1 MLY G 59 1 - 3/8/9/11 -
1 MLY M 431 1 - 4/8/9/11 -
1 MLY A 837 1 - 5/8/9/11 -
1 MLY J 59 1 - 3/8/9/11 -
1 MLY M 528 1 - 5/8/9/11 -
1 MLY M 295 1 - 2/8/9/11 -
1 MLY D 295 1 - 2/8/9/11 -
1 MLY S 19 1 - 4/8/9/11 -
1 MLY M 768 1 - 4/8/9/11 -
1 MLY M 681 1 - 4/8/9/11 -
1 MLY J 839 1 - 3/8/9/11 -
1 MLY G 30 1 - 2/8/9/11 -
1 MLY D 63 1 - 4/8/9/11 -
1 MLY D 837 1 - 5/8/9/11 -
1 MLY G 659 1 - 3/8/9/11 -
1 MLY M 63 1 - 4/8/9/11 -
1 MLY M 833 1 - 6/8/9/11 -
1 MLY M 837 1 - 5/8/9/11 -
1 MLY S 55 1 - 6/8/9/11 -
1 MLY S 505 1 - 5/8/9/11 -
1 MLY S 504 1 - 4/8/9/11 -
1 MLY S 59 1 - 3/8/9/11 -
1 MLY G 84 1 - 4/8/9/11 -
1 MLY G 827 1 - 0/8/9/11 -
1 MLY M 369 1 - 2/8/9/11 -
1 MLY G 782 1 6/8/9/11 -
1 MLY J 782 1 - 6/8/9/11 -
1 MLY A 385 1 - 2/8/9/11 -

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

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 MLY M 415 1 - 3/8/9/11 -
1 MLY G 190 1 - 5/8/9/11 -
1 MLY A 59 1 - 3/8/9/11 -
1 MLY S 598 1 - 5/8/9/11 -
1 MLY A 236 1 - 3/8/9/11 -
1 MLY M 55 1 - 6/8/9/11 -
1 MLY G 107 1 - 2/8/9/11 -
1 MLY D 551 1 - 3/8/9/11 -
1 MLY A 367 1 - 2/8/9/11 -
1 MLY D 59 1 - 3/8/9/11 -
1 MLY D 768 1 - 4/8/9/11 -
1 MLY J 130 1 - 5/8/9/11 -
1 MLY M 367 1 - 2/8/9/11 -
1 MLY S 839 1 - 3/8/9/11 -
1 MLY A 87 1 - 2/8/9/11 -
1 MLY D 190 1 - 5/8/9/11 -
1 MLY A 436 1 - 4/8/9/11 -
1 MLY A 833 1 - 6/8/9/11 -
1 MLY D 369 1 - 2/8/9/11 -
1 MLY S 659 1 - 3/8/9/11 -
1 MLY D 613 1 - 4/8/9/11 -
1 MLY G 19 1 - 4/8/9/11 -
1 MLY J 19 1 - 4/8/9/11 -
1 MLY M 35 1 - 3/8/9/11 -
1 MLY S 107 1 - 2/8/9/11 -
1 MLY D 415 1 - 3/8/9/11 -
1 MLY D 833 1 - 6/8/9/11 -
1 MLY S 130 1 - 5/8/9/11 -
1 MLY J 248 1 - 6/8/9/11 -
1 MLY S 553 1 - 4/8/9/11 -
1 MLY D 19 1 - 4/8/9/11 -
1 MLY A 504 1 - 4/8/9/11 -
1 MLY S 782 1 - 6/8/9/11 -
1 MLY A 107 1 - 2/8/9/11 -

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

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 MLY G 415 1 - 3/8/9/11 -
1 MLY A 130 1 - 5/8/9/11 -
1 MLY J 431 1 - 4/8/9/11 -
1 MLY A 63 1 - 4/8/9/11 -
1 MLY D 55 1 - 6/8/9/11 -
1 MLY S 248 1 - 6/8/9/11 -
1 MLY J 190 1 - 5/8/9/11 -
1 MLY M 130 1 - 5/8/9/11 -
1 MLY A 49 1 - 3/8/9/11 -
1 MLY D 486 1 - 2/8/9/11 -
1 MLY G 295 1 - 2/8/9/11 -
1 MLY M 49 1 - 3/8/9/11 -
1 MLY S 236 1 - 3/8/9/11 -
1 MLY A 35 1 - 3/8/9/11 -
1 MLY S 296 1 - 4/8/9/11 -
1 MLY M 839 1 - 3/8/9/11 -
1 MLY G 833 1 - 6/8/9/11 -
1 MLY M 436 1 - 4/8/9/11 -
1 MLY D 436 1 - 4/8/9/11 -
1 MLY S 190 1 - 5/8/9/11 -
1 MLY A 600 1 - 3/8/9/11 -
1 MLY M 248 1 - 6/8/9/11 -
1 MLY J 369 1 - 2/8/9/11 -
1 MLY G 764 1 - 2/8/9/11 -
1 MLY A 248 1 - 6/8/9/11 -
1 MLY G 598 1 - 5/8/9/11 -
1 MLY A 190 1 - 5/8/9/11 -
1 MLY J 553 | 14 - 4/8/9/11 -
1 MLY D 107 1 - 2/8/9/11 -
1 MLY M 272 1 - 3/8/9/11 -
1 MLY J 367 1 - 2/8/9/11 -
1 MLY J 827 1 - 0/8/9/11 -
1 MLY S 369 1 - 2/8/9/11 -
1 MLY S 613 1 - 4/8/9/11 -

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 MLY M 553 | 14 - 4/8/9/11 -
1 MLY D 553 | 14 - 5/8/9/11 -
1 MLY J 35 1 - 3/8/9/11 -
1 MLY S 348 1 - 5/8/9/11 -
1 MLY D 367 1 - 2/8/9/11 -
1 MLY A 839 1 - 3/8/9/11 -
1 MLY G 617 1 - 1/8/9/11 -
1 MLY J 764 1 - 2/8/9/11 -
1 MLY J 617 1 - 1/8/9/11 -
1 MLY G 55 1 - 6/8/9/11 -
1 MLY S 138 1 - 4/8/9/11 -
1 MLY A 272 1 - 3/8/9/11 -
1 MLY G 486 1 - 2/8/9/11 -
1 MLY J 486 1 - 2/8/9/11 -
1 MLY M 486 1 - 2/8/9/11 -
1 MLY A 348 1 - 5/8/9/11 -
1 MLY M 659 1 - 3/8/9/11 -
1 MLY D 617 1 - 1/8/9/11 -
1 MLY M 87 1 - 2/8/9/11 -
1 MLY M 236 1 - 3/8/9/11 -
1 MLY D 236 1 - 3/8/9/11 -
1 MLY D 35 1 - 3/8/9/11 -
1 MLY M 296 1 - 4/8/9/11 -
1 MLY D 296 1 - 4/8/9/11 -

The worst 5 of 82 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 D 138 | MLY | CB-CA | -3.81 1.48 1.53
1 G 138 | MLY | CB-CA | -3.70 1.48 1.53
1 J 138 | MLY | CB-CA | -3.67 1.48 1.53
1 M 138 | MLY | CB-CA | -3.66 1.48 1.53
1 S 138 | MLY | CB-CA | -3.62 1.48 1.53
There are no bond angle outliers.
There are no chirality outliers.
5 of 958 torsion outliers are listed below:
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Mol | Chain | Res | Type Atoms
1 A 19 | MLY | C-CA-CB-CG
1 A 49 | MLY | N-CA-CB-CG
1 A 49 | MLY | C-CA-CB-CG
1 A 55 | MLY | N-CA-CB-CG
1 A 55 | MLY | C-CA-CB-CG

There are no ring outliers.

186 monomers are involved in 820 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
1 M 107 | MLY 4 0
1 J 528 | MLY 3 0
1 G 369 | MLY 1 0
1 A 782 | MLY 8 0
1 D 839 | MLY 7 0
1 J 49 | MLY 4 0
1 J 295 | MLY 7 0
1 A 659 | MLY 2 0
1 A 296 | MLY 3 0
1 G 63 | MLY 4 0
1 J 63 | MLY 4 0
1 S 84 | MLY 14 0
1 D 598 | MLY 1 0
1 S 528 | MLY 3 0
1 G 272 | MLY 1 0
1 J 272 | MLY 1 0
1 A 553 | MLY 17 0
1 S 295 | MLY 6 0
1 S 837 | MLY 1 0
1 D 272 | MLY 1 0
1 G 348 | MLY 4 0
1 J 415 | MLY 1 0
1 S 30 | MLY 1 0
1 D 528 | MLY 3 0
1 G 553 | MLY 26 0
1 J 768 | MLY 9 0
1 G 138 | MLY 1 0
1 M 505 | MLY 2 0
1 S 415 | MLY 1 0
1 G 87 | MLY 3 0
1 G 436 | MLY 2 0
1 A 138 | MLY 1 0
1 A 369 | MLY 1 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
1 J 600 | MLY 1 0
1 J 84 | MLY 43 0
1 A 55 | MLY 1 0
1 A 415 | MLY 1 0
1 A 598 | MLY 1 0
1 D 827 | MLY 3 0
1 M 551 | MLY 1 0
1 D 782 | MLY 71 0
1 A 551 | MLY 2 0
1 J 598 | MLY 1 0
1 D 659 | MLY 2 0
1 M 84 | MLY 23 0
1 M 348 | MLY 6 0
1 J 505 | MLY 9 0
1 M 598 | MLY 1 0
1 S 486 | MLY 3 0
1 M 190 | MLY 2 0
1 M 59 | MLY 2 0
1 A 617 | MLY 1 0
1 D 248 | MLY 2 0
1 A 30 | MLY 1 0
1 S 764 | MLY 31 0
1 J 107 | MLY 3 0
1 A 486 | MLY 3 0
1 D 49 | MLY 3 0
1 G 837 | MLY 1 0
1 D 30 | MLY 1 0
1 J 87 | MLY 3 0
1 J 436 | MLY 2 0
1 J 837 | MLY 1 0
1 M 30 | MLY 1 0
1 S 272 | MLY 1 0
1 G 49 | MLY 3 0
1 S 617 | MLY 1 0
1 D 348 | MLY 6 0
1 G 296 | MLY 2 0
1 S 63 | MLY 3 0
1 A 764 | MLY 10 0
1 D 138 | MLY 1 0
1 M 138 | MLY 1 0
1 G 528 | MLY 3 0
1 S 600 | MLY 1 0

Continued on next page...

WO RLDWIDE
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Mol

Symm-Clashes
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Mol
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
1 G 764 | MLY 8 0
1 A 248 | MLY 2 0
1 G 598 | MLY 1 0
1 A 190 | MLY 2 0
1 J 553 | MLY 27 0
1 D 107 | MLY 3 0
1 M 272 | MLY 1 0
1 S 369 | MLY 1 0
1 M 553 | MLY 17 0
1 D 553 | MLY 16 0
1 S 348 | MLY 6 0
1 A 839 | MLY 9 0
1 G 617 | MLY 1 0
1 J 764 | MLY 7 0
1 J 617 | MLY 1 0
1 G 55 | MLY 1 0
1 S 138 | MLY 1 0
1 A 272 | MLY 1 0
1 G 486 | MLY 3 0
1 J 486 | MLY 3 0
1 M 486 | MLY 3 0
1 A 348 | MLY 5 0
1 M 659 | MLY 2 0
1 D 617 | MLY 1 0
1 M 87 | MLY 3 0
1 M 296 | MLY 3 0
1 D 296 | MLY 3 0

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

<
2

Chain | Number of breaks

RN (U (U (U U U U U U [y gy pun FOU1 TN NN N S e ')

DN DD DO DO DO Q| QO | W[ W| W[ | =] =] =
S|z = o w| | c o | == al Q= o] | 2|«

The worst 5 of 40 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 J 769:ALA C 770:GLY N 5.58
1 D 769:ALA C 770:GLY N 5.32
1 G 769:ALA C 770:GLY N 4.88
1 M 769:ALA C 770:GLY N 3.92
1 A 709:LYS C 710:GLY N 3.14



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

This section contains visualisations of the EMDB entry EMD-1001. These allow visual inspection
of the internal detail of the tomogram and identification of artifacts.

6.1 Orthogonal projections (i)

e S T e

The images above show the tomogram projected in three orthogonal directions.

6.2 Central slices (i)

X Index: 300 7Z Index: 15

300

The images above show central slices of the tomogram in three orthogonal directions.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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6.3 Largest variance slices (i)

X Index: 598 Y 7Z Index: 15
In-
dex:

598

The images above show the largest variance slices of the tomogram in three orthogonal direc-
tions.

6.4 Mask visualisation (i)

This section was not generated.


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

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

7.1 Voxel-value distribution (i)

Voxel-value distribution

Voxel count (logl0)

T T T T T T T T
=400 —300 —-200 -100 4] 100 200 300
voxel value

— Voxel count

Recommended contour

level 81.2

The voxel-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarith-

mic.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_disrtribution
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8 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-1001 and PDB
model 1019. Per-residue inclusion information can be found in section 3 on page 7.

8.1 Map-model overlay (i)

This section was not generated.
8.2 Q-score mapped to coordinate model (i)

1.0

0.0
M <0.0

The images above show the model with each residue coloured according its Q-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.

8.3 Atom inclusion mapped to coordinate model (i)

This section was not generated.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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8.4 Atom inclusion (i)

Atom inclusio

n

0.25

0.20 1

0.15 ~

0.10 A

Fraction of atoms inside the map

0.05 1

0.00

M

Contour level

T T T T T I
—400 —-300 -200 -100 O 100 200

I
300

T
400

—— Backbone atoms
All non-hydrogen

atoms

Recommended contour
level 81.2

At the recommended contour level, 1% of all backbone atoms, 1% of all non-hydrogen atoms, are

inside the map.


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

The table lists the average atom inclusion at the recommended contour level (81.2) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All . 0.0072 . 0.0010
1 I 0.0000 = -0.0020
2 N 0.0284 . -0.0000
3 . (0.0000 . 0.0000
4 . (0.0000 . 0.0030
5 I 0.0000 I 0.0000
6 I 0.0000 I (0.0020
7 I 0.0000 . 0.0020
8 I 0.0000 . 0.0000
9 . 0.0000 . (0.0020
A . (0.0000 . 0.0000
B . 0.0000 . 0.0000
C I 0.0000 I 0.0000
D N 0.0018 . 0.0000
E . 0.1029 I 0.0190
F I 0.0395 B -0.0110
G . (0.0000 . 0.0000
H . 0.0000 . 0.0000
I I (0.0000 I 0.0000
J I 0.0111 I 0.0050
K I (0.0000 = -0.0200
L I 0.1697 . 0.0230
M . 0.0000 . 0.0000
N . 0.0000 . 0.0000
O . (0.0000 . 0.0000
S I 0.0000 I (0.0000
T I 0.0000 I 0.0000
U I 0.0000 . 0.0000
\Y I 0.0000 . 0.0000
W . (0.0000 . (0.0020
X . 0.0537 . (0.0000
Y . 0.0000 . 0.0020
Z I 0.0000 I (0.0000

1.0

0.0
M <0.0
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