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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 5.70 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
Sidechain outliers NN
RNA backbone NN

Worse

Percentile Ranks

0 Percentile relative to all structures

[l Percentile relative to all EM structures

. 74

Value

T 11.3%

I 3.1%
T (.30

Better

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 136327 1886
Ramachandran outliers 132723 1663
Sidechain outliers 132532 1531
RNA backbone 3747 458

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

Mol | Chain | Length Quality of chain
1 A 1522 | ¥ 55% 41% .
2 F 256 27% 60% 5% 9%
3 G 239 24% 59% 14%
4 H 209 27% 67% 6%
) I 162 22% 68% 1%
6 J 101 26% 72%
7 K 156 33% 65% -
8 L 138 21% 72% 7%

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

Mol | Chain | Length Quality of chain
9 M 128 35% 55% % -
10 N 105 30% 56% Ta% 1%
11 O 129 28% 60% 5% 8%
12 P 132 25% 65% %
13 Q 126 20% 60% e - 10%
14 R 61 26% 66% 7% .
15 S 89 19% 74% “6% -
16 T 88 17% 73% 5% 6%
17 U 105 16% 78% 5% -
18 \Y 88 27% 51% 5% 17%
19 W% 93 20% 58% 6% +  14%
20 X 106 26% 62% 5% 1%
21 Y 27 19% 63% % 11%
22 C 610 9% 50% 27% 7% 1%
23 D 2893 | ¥ 46% 49%
24 E 123 5% 55% 40%
25 y/ 229 33% 57% o -
26 a 276 84% 14%
27 b 206 85% 15%
28 c 210 90% 9% -
29 d 182 86% 13%
30 e 180 82% 13%
31 f 140 88% 11%
32 g 122 89% 11%
33 h 150 83% 14%

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

Mol | Chain | Length Quality of chain
34 i 141 86% 10%
35 j 118 92% 8% -
36 k 112 89% 9% -
37 1 146 70% 10% - 20%
38 m 118 91% 8% -
39 n 101 81% 18%

40 0 113 90% 6% - -
41 p 96 91% 7% -
42 q 110 78% 22%

43 r 206 79% 8% | 13%
44 s 85 87% 6% 7%
45 t 67 93% 7%
46 u 60 92% 7% -
47 v 71 76% 18% T6%
48 w 60 82% 13% 5%
49 X 54 69% 22% 9%
50 y 49 86% 14%
o1 v/ 65 83% 14%
52 1 37 30% 65% 5%
53 2 173 50% 23% 25%
54 3 147 e 48% 22% T
55 4 7 e 51% 34%
56 5) 76 5% 49% 45%

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-

Ila:
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 | GCP C 701 - - X -
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2 Entry composition (i)

There are 57 unique types of molecules in this entry. The entry contains 152879 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 RNA chain called 16S ribosomal RNA.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
1 A Iolo 32554 14490 6022 10527 1515 0 0
e Molecule 2 is a protein called 30S ribosomal protein S2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 K 234 1900 1213 341 341 5 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 G 206 1612 1016 314 281 1 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 H 208 1703 1066 339 291 7 0 0
e Molecule 5 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
g I 150 1146 724 217 201 4 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
0 J 101 843 531 155 154 3 0 0
H RLDWIDE
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e Molecule 7 is a protein called 30S ribosomal protein S7.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 K 155 1257 781 252 218 6 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 L 138 1116 705 215 193 3 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
) M 127 1010 639 197 174 0

e Molecule 10 is a protein called 30S ribosomal protein S10.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 N %8 794 499 156 138 1 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 0 119 885 549 168 165 3 0 0
e Molecule 12 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 P 124 970 611 195 163 1 0 0
e Molecule 13 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
13 Q 114 914 565 189 158 2 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14 type Z.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
14 R 60 492 312 104 72 4 0 0
e Molecule 15 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15| S 88 734 459 147 126 2 0 0
e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
16 T 83 700 443 139 117 1 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
r v 104 857 547 161 147 2 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
18 v 3 597 380 118 99 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
19 W 80 647 414 119 112 2 0 0
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
20 X % 763 470 162 129 2 0 0

e Molecule 21 is a protein called 30S ribosomal protein Thx.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
21 Y 24 208 128 50 30 0 0
e Molecule 22 is a protein called Elongation factor 4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
22 C 570 4461 2858 768 826 9 0 0
e Molecule 23 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
23 D 2889 62218 27691 11629 20009 2889 0 0
e Molecule 24 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
24 2 123 2641 1175 488 855 123 0 0
e Molecule 25 is a protein called 50S ribosomal protein L1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
25 Z 228 1742 1102 318 319 3 0 0
e Molecule 26 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
26 & 272 2124 1339 424 358 3 0 0
e Molecule 27 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
27 b 206 1578 997 302 273 6 0 0

e Molecule 28 is a protein called 50S ribosomal protein L4.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
28 ¢ 208 1625 1034 303 286 2 0 0
e Molecule 29 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
29 d 182 1482 947 269 261 5 0 0
e Molecule 30 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
30 ¢ 174 1328 844 248 235 1 0 0
e Molecule 31 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
31 f 139 1113 717 207 186 3 0 0
e Molecule 32 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
32 & 122 932 587 171 170 4 0 0
e Molecule 33 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
33 h 145 1106 688 226 190 2 0 0
e Molecule 34 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms AltConf | Trace
) Total C N O S
34 ! 136 1080 688 204 183 5 0 0

e Molecule 35 is a protein called 50S ribosomal protein L17.
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Mol | Chain | Residues Atoms AltConf | Trace
) Total C N O
35 ] 17 960 599 202 159 0

e Molecule 36 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
30 k 10 877 553 175 149 0

e Molecule 37 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
37 1 117 076 614 197 164 1 0 0
e Molecule 38 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
38 | m 17 964 610 202 151 1 0 0
e Molecule 39 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
39 i 101 779 501 142 135 1 0 0
e Molecule 40 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
40 © 10 876 552 171 151 2 0 0
e Molecule 41 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
4 p o4 742 483 133 126 0

e Molecule 42 is a protein called 50S ribosomal protein L24.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
42 1 10 844 539 158 141 6 0 0
e Molecule 43 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
43 ' 180 1435 916 256 260 3 0 0
e Molecule 44 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
s 7 625 387 131 106 1 0 0
e Molecule 45 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
Bt 67 567 350 116 99 2 0 0
e Molecule 46 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
46 " 59 469 298 90 81 0 0
e Molecule 47 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
47 v & 581 364 108 104 5 0 0
e Molecule 48 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8w o7 445 279 87 T4 5 0 0

e Molecule 49 is a protein called 50S ribosomal protein L33.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
9 x 49 426 265 87 70 4 0 0
e Molecule 50 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o0 Y 49 430 263 108 57 2 0 0
e Molecule 51 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 z 64 515 331 102 79 3 0 0
e Molecule 52 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o2 1 37 307 188 68 47 4 0 0
e Molecule 53 is a protein called 50S ribosomal protein L10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
53 2 130 641 381 130 130 0 0
e Molecule 54 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
54 3 134 993 632 175 181 5 0 0
e Molecule 55 is a RNA chain called P site- tRNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
55 4 v 1640 732 297 535 76 0 0

e Molecule 56 is a RNA chain called E site- tRNA.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
56 5 76 1623 723 290 534 76 0 0

e Molecule 57 is PHOSPHOMETHYLPHOSPHONIC ACID GUANYLATE ESTER (three-

letter code: GCP) (formula: Cy;HsN5;013P3).

GCP
°
e N
NN
[7
e om

o=—F
FiH
Mol | Chain | Residues Atoms AltConf
Total C N O P
57 C 1 32 11 5 13 3 0

WO RLDWIDE
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA 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. Residues are color-

coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more consecutive

residues without any outlier are shown as a green connector. Residues present in the sample, but

not in the model, are shown in grey.
e Molecule 1: 16S ribosomal RNA

41%

55%

-
.

Chain A:

0
w0
<

L%0
9D
svn
o
€70
(470
el
0¥d

9€D
S€D

629
829

9Ty
S20
ven

{443
14

81D

9TV
ST1D

zm
115

LD

SN

9C1H

Y219

811N
LTTD

STTD
vrIn

€11

1225

60TY

6210
821D
21D

S0€D
voen
£0EY

T0ED
00€Y
662D

162D

©
=
=}

TL2D
0LzZV
6920

€92V

092D

892D
PAIA)
952N
et
4143

[4s41

0SeTY

8%20

voevy
£9€V

6S€N

SG€D

LOED

9C¥d
STYD

12544

80%Y

€6EV
z6ED
T6E€D

98€D

78€D

Z8EV
T8€0

6.0
8.L€D
LLED

glen
YLEV

TLED
0L€D

89¢en
L9€N

(4544

CTESY

629D
82390

4]

€TSY
TS

0ZSsY

918N
GTSD

€190
(4511

699D
899D

$9Sn

TL9D

699N

999D

8€LD

S€LD
YELD

CTELD

0€.LD
6CLY
8CLY
pRak)

2L

e€cLn
oLy
TTLY
0T.Ld
6T.LD

9TLY

Y1.LD

TTLD
0TLD
60.LD
804D
L0LD
90LY
5040

T0LD

6690
869D

Y69V

S89D

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W


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

SIMR

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 16

861D
1610

S6.L0

T6.LD
06.LY

8840
L8LY
981D

¥8.LD

cLLO

8€8D

9€8D

608D

L08Y
908D

7080

v2ed
£T6Y

Tzen
ozen

916D
ST6V

688V
888D
188D
988D

788D

918D

v.8D

698D

598V

£86Y
2860

8.6V
LL6Y

0.6D

896V
L9620

796V
€969
2960

26D

0v0Tn
6€0TD
8€0TD

€€0TD
4ce0Td

TE0TD
0€0T1D
6201D
48201
V¥820T0
820TD

S20TNn

€20TD
2¢cToTd
12019
ozoTn
6T0TD

L10TD
9T0TY

21010
TT0TD
0T0TD

800TD
L00TD
900TD

000TY

V8660

660TD
860TD

T60TN
060TN

88019

98010

280TD

080TV
6L0TD
8.0TN
LL0TD
9L0TD
SLOTD
v.L0TD

0,010

€90TD
290Tn
T901D
0901D
6S0TD
850TD

€590T1D

7voTV
€¥0TD
[44us)
Tv0TV

TSTTV
0STTN
6%TTD
8%T1IN

1294
S¥T1D

CETTD

0ETTV

8CT1D

€CTTIV
ezTTIn
Terin
011D

STTID
YITID

(4335
TITTV
OTTTV
60TTD
80TTD
L0TTD
90TTD

14q 5]
0zeTd
61210

L1210
91219

0T21D

S6TTO
veT1In

S8T1D

€8TTV
2811D
811D
08TTV
BLTTY

CTLTTD
TLTTD
0LTTV
69TTV

29110
19110

821N

L.21D
9219

v.21D
€L21D
2.21D

%9210

29210

65210

SG2TD

€921
[4:1414

Lygin
9YCTID
SYCTV

€VCID
(4745

LETTD
9ETTY
SETTN
€TI0
€ETTH

T€TTD
0€TTD

8TT1D

€221

T7ETN

6EETY
8EETH

9EETO

EEETY
CEETY

9ZETD
STETD
YCeETV

9TETD
STETN

€TETN

TTETD

60€TD
80€TN
LOETN

€0€TD

L6210
96210
S62TH
¥6210
€621
z6eIn
1621

68CTY
88TV

98CTV

€8CTH

96ETY

€6ETN
CT6ETD
T6ETN
06€TN
68ETD
88ETD

98ETD
S8ETD
¥8ETD
€8ETD

9LETN

TLETN
TLETD
0LETD
69€T1D
89€TD

99€T1D

V29ETD
C9ETO

09€TY
6GETO
8GETN

SGETD
YSETD

TSETD
TSETN
0SETY
6VETY

YYeETO
EVETD
CYETD

Yov1D
€9%1D
[4%i4%)
T9%1D
09%TV
6SVTD

TSYTIV

LY%1D

15445

6EVTID
8EVTD
LEVTID
9€YTN

TEVTO
0E€Y1D

8CHIV
L2710
9TYID
seyIn
1444
€TYTD

(445

8TVTIV

1545

EIvIV
[452%)
12545

60%1D
80VTV
LOYTD
20¥1T0
SOPTD

(4042

92STH
STSTD
¥ZSTD

ezTsTn
12510

B6TSTV
8TSTV

STISTD
Y1810
EIGTV

TISTD

0T8T
60STD

COSTY

00STY

96710
S6710

T671D

68Y1D
88¥1D
L8Y1D

S8YTN

[47190

0%STNn
6€STD

30S ribosomal protein S2

LESTN

SGESTD

0€STD

e Molecule 2

9%

5%

60%

27%

Chain F

891

9G4
Sl
€94

1791
08d
674
8¥I
Lyl
9%d
i)
44!
€%a
(474}
71

6E€1

LEN
9€Y
Sed
eV

(43

62V
8cd

€2H

=N
o N
-]

6TH

L14

111
0T1
64

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O

PROTEIN DATA BANK

W



wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 17

€ETA

0€TY
62T
82T
prany
92T

vers

211
0zTY

0vzh

8€TT

9€TA
Secs
veed

0€TA
62T

122D

€ecI

0zea
61CA

1124

308 ribosomal protein S3

S121

[424)]
1121

80CI
0TV

$02a

e Molecule 3

€02D

14%

59%

24%

Chain G

L9L
99A
SoV

€9N
2c9a
ToV
o9V
694
feisic

[44.\

€19
211
Ty

9TTA
STTT

ETTY

1111
OTTN

80TN

90TA
S0Td
7010
€0TA

TOT1

661

L6)

S6L

WO~ 0 oy
® Q@0 ©®m o
=1 P - 5 R |

[4:xc

o
0
[

~ ©
~
H O

9LA

N M
N~
X o

0LA
69H
89A

30S ribosomal protein S4

e Molecule 4

67%

27%

Chain H

994
SoY

(454}

6€d
8EA

9€Yd
SEY

EEN
cev
€0
0€x

8¢S

920
Sy

€20
{488
121

8T

STd
1y
€TH
(4%
1
oty
60
8A
Ld

ey

S.4
i21]
€4
cLa
T8

894
191

308 ribosomal protein S5

e Molecule 5

7%

68%

22%

Chain I

= om 0 © N~ o
0 WO ) 0 W W W ©
G mox< >

] w0 N~ 0o o
< < < < n
S A <] Mo =

157

D
[}
o

n © ol
m M 52}
S A <4

veA

CEA
TEeT
oey
629
8¢d
124

Sy
44
€D

Tey

6T
8T1H

9Tl
STH

T1I

00TA

RLDWIDE

w_ 0

erpBe

PROTEIN DATA BANK

EMDataBank



SIMR

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 18

ovTd
6ETT
8ETV
Letd

9ETH
SETL
TETY

CETY
TETI

e Molecule 6

62TI

in S6

308 ribosomal prote

72%

26%

Chain J

ved

Ted
0€T
ey
8¢y

91
SCI

66V

in S7

30S ribosomal protei

e Molecule 7

65%

33%

Chain K

0ST
671

L%

Sva

€vd
[472%

o
<
<

sed
ved
ged

0€I
6
8CN
pXas
9cd
sev

E€CA

T2A

9ETH

€ETD

TETH
0ETD

9¢1d
SCTH

Loraxc
CCTH
1TV
0ZTI
61TH
8TTA
LTTV
91TV
STTH
3%

C11d
1174

60TN
80TV

90Td
SOTA

€0TM
cotTyd

S8

n

30S ribosomal prote

e Molecule 8

7%

72%

21%

Chain L

42!

(422

SPI

(478

45!

N~
©0 ©
In‘m

[
T

TLD

694

S9&

T€TD
0€TD
6CTA

S9

n

30S ribosomal prote

e Molecule 9

9%

55%

35%

Chain M

+

® 0 ©
Q) D O
IGI:" '—"l

308 ribosomal protein S10

611
814

© ~
—
=

eTY

—
-
£

[0)%:1

O ¥ WO~ 0o
EENNENS S
oHASEHX A

8D
LL
9D
SA
VA

CoTT

—
-
[=}

[v) m+
Q ©
Iﬁl'-'

-
©
=1

e Molecule 10

EMDataBank

RLDWIDE

0O
PROTEIN DATA BANK

ZPDE
e

W



Page 19 wwPDB/EMDataBank EM Map/Model Validation Summary Report 5IMR

3 I
Chain N: 30% 56% 8% 1%

o o mn < ©O N~ 0] < o - o0 I~ 0 AN M S W0 O N < 0 N~ 0 O -~ ™ < 0
<4 W0 O~ 0O o o oN o 0 M o0 m oM S S S s S < Yol w w w w w © © © ©
HEHNMXMdx o [=l--2-1] HA<wn - ~ w o (=4 A [T == = o 2 E-=R"] m [ZA T ]

ONWOOO—ANMFInO mny 0 N~ D O N < © wmg
© © O ONNDNNDN~ o 0 00 o] ® O o o (2} oo -
mEID=2mad>AaH B3 (=g} = (=3 120 = - X
e Molecule 11: 308 ribosomal protein S11
3 I
Chain O: 28% 60% 5% 8%
— (3] w © N~ 0 O =AM W N~ oo o N OWENO OO = ANMm © o wn N~ OO O
-~ — o o ISEAERESES RN o NN oM mmmom RIS S S G M A S A 0w w0 0w Ww Y Y
£ o <novx M H I < > =Z B HB> H e 2% Z2EAaHB=EZNNOO> o B4 o> <
M WO~ 0 o w N~ 0 N M ©
N 0o —HNmMmS WO 0 O EEM T W O N~ 0 oOHaNmS W ~oomEmd © QO O 0O - = - A NN
©0 © © NN NN N~ ww%www DO DO DO o o oo A — -~ il o ~—
o4 << Ma=E<a>U o n H > O B O o< H < HoOoB> XM ®0H a A =0 e -4
e Molecule 12: 30S ribosomal protein S12
. I
Chain P: 25% 65% . 6%
o N < 0 N~ 00 Ommy < O~ OmEE NM W ON0DNO HNMm n O N~ (] — N oM 0 © N~ 00 o N M wn
0 OMN~WOO — — el N o N NN MMM MOMMONOSF S S N < 0 WWwLWwLwwLww © © © ©
ABERHZOA ~ (- E=- (2} =4 < A X AL O >OH>>mE > AN X = S AmXP><X> =} n o m
o N M 7o M~ OO M ¢ w0 O~ o o g W0
0N~ 0O — OEmO Mmoo - WO NmO <A WO~ w0 o o o o O OO~ e H A S NN NN
© © © © ~ ~ N~ 0 0 00 0Q 0 QRSN [N NN N o - o o — o
I [ m =4 =) HHED = XA T > | >m ~m o > <<V >X [ - > Mo oA
e Molecule 13: 308 ribosomal protein S13
. S =
Chain Q: 20% 60% 8% - 10%
o NS WO~ 0nO N M S WO DO = N M o} N DEmo O O oM 0 N~ oN < w0
N < © N~ o - oA A A H H A AN NN NMmmmm [ o < < & < < 0 0 W W W0 wn © © ©
< (=] S > o 2xXxE>A><JdBH H>UOHUD Mo X < ] = o @ > = B[ H>>m; o = =X
0 OO - ANMIE W ~ OO =N M OINWOOO -dNMIF WO~ 8
O O N~ NN NN~ ~ N 0Q 0 0O © © W 0WQWHNADNDANDNDDDD i
S Adm< > < = Mo d = QA O>xmddmImmm|m da > (3]

e Molecule 14: 30S ribosomal protein S14 type Z

Chain R: 26% 66% 7% -

mmw © 0 N ' w0 ©0 o0 0
N < © N~ 0o — = N [ o [}
< £ HoH X E = = O>m = ~

e Molecule 15: 30S ribosomal protein S15

R19
Y21
c27
G28
R31

F36
F37
G38
L39
Cc40
R41
142
Cc43
R45
E46
L47
H49
G51
L53
P54
V56
R57
K58
A59
S60

. —— ——
Chain S: 19% 74% 6% -

WO RLDWIDE

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



Page 20 wwPDB/EMDataBank EM Map/Model Validation Summary Report 5IMR

O-HANMIWONEEI NN HWONNNO A NMHWLONODNO HN® S DO HNM YL ONDONO A N®
geELorOaddddaaHS YA ANINOR@MO OO0 000 S § MWD WWMWWLWNO o0 oY
AHBNHOMXNOXPHCORHLS® ABCOEM>OERE<AdAdBEdRHSEdNMT AN AEEr@MERsIdSES>som

S+ 0O N @O DO~ 0D O N
© QO ©©O N~ ENNNNNO®®E@O ©
[== = | Ao a (SR i~ H

e Molecule 16: 308 ribosomal protein S16

. I ]
Chain T: 17% 73% 5% 6%
O- N MIEWOLOMNMNOVNMNO A ANMHFLW OIS NM W MO OO -+ N M n N~ O O NI OO +H N M
NM WO~ H oA A A A A A H A A ANNNNANANN mmmomm MM ¢S < < S 0w wn 0w O oo
=X H@Om A< X vunMIEDZAD>mHPESPEHAQ<S@EX Mo H X WA mX = a=4d = Q ~ =EAn>0

Q65
T67
D68
T69
A70
R72
L73
L74
R75
ATT7
G78
R81
E83

Molecule 17: 30S ribosomal protein S17

Chain U:
ain U: 16% 78% 5% -
o o™ w ~amo N M W0 O~ DO = NMm w OO~ NMm<H © W OO - NEEWw ©NWDHO AN
M WO~ o — - N aNaagNgaoN N mmmn g mgmﬁ‘ﬁ‘ﬂ‘ﬂ‘ < 4 ¢ W ww W WwWwWwwo oo
MMEAHO>> 2=} = £ = H > Ee o == - = O = E4 n XX > A< [=] |23 &5 QRN A>>cnHHHMDM®
o - aNm w0
o N~ DO - ANMIYE WO 0 o MWD ON0DNO MW OO o000 o
© © © O~ N~NNN ~ 0 0 0 00 0 0 0 W0 W DA DD A —
[ 4 xﬂ:hﬁ>»—1ﬂ»—l|m|wﬂ AR>S ENX>dHM@ ozZ>Ccndnx o0 <
e Molecule 18: 308 ribosomal protein S18
Chain V: 27% 51% 5% 17%
- N o o NN N m ) < < S <4 W0 WWwWWW LW LW w © © © ©Q © © O ~
Mo =4 << - B Aaa - = (2N MHAAamEmmBEO 1] MEOOoOmHAJ< =]
ERENKNRNNNNINSG®ED® M 0 @
MEo<<@mHJdD = =] = i
e Molecule 19: 30S ribosomal protein S19
3 I —— |
Chain W: 20% 58% 6% »  14%
— o0 ©0 N~ 0 NOEmOEmN M ¢ ©O N~ 0 o N M W0 W oo -+ NMmY OMNOWOO =AM 1
2% 4 = = (=1~} =X - = o X B = n (=] A= > HH<>>=20 om>AaE>HEBERS
©ONIO DO~ MO~ Om
©COWORKNNNNNNNK
= > I A0 MM < A om o~
e Molecule 20: 308 ribosomal protein S20
. I
Chain X: 26% 62% 5% 7%
o o NN N aNANmm m oMo momm< ¢SS < 0w WWwWwwwmLwLw O © © ©
< 42 -~ =g = - - = < M X ©n H X B nMxMasHOAJd< 15 S ) HNXHES@NX<@K®n = A

WO RLDWIDE

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 21

90TV
SO0TS

€0TD

16T

SoN

308 ribosomal protein Thx

e Molecule 21

11%

7%

63%

19%

Chain Y
:

144!
g€ed
{44}
1128
0oz

8TA
LTL

STH
4%\

Elongation factor 4

- o
—
O M

(0)%:1

8L

o
Sa

€x
[43)

e Molecule 22

7%

7%

27%

50%

<
S
[

9%

Chain C

651
8SL
LSI

19T
[olsic

8€ed
LES

YEH

2e1
Ted

o=
N @
H o

9Ty

061
684
880
L8A
98H
181

LTH
9TV
STI
428

N M S
@ O 0
| > n

—
o
>~

©
~
>~

894
L9L
99A
S94

€9V

ToV

08TV
6.14

LLTT
9L14

YLTA

cLTd
TL1D

69T
8919

1814

67TV

SETI

o¥ea
6ETA

LeTd
9€Ta
SETH
vETH

8¢CI
Pra4:s

¥Zed

(444

1811

00€A
662d

€62D
g62d

062d

£€8eV
28TT
17821

8.za
L.TD
9.2A

LSEN

YSEV

2SEeT

0S€D

8ved
L%€D

Sved

T7ED

LEES
9EES

TEEL

9TEN

(4458

B61EY
81€Q

TOEA

vova

86€Q

S6£Q

I

T6EH

88EA

S8€D
78€S

.ed

TLEY
0LET

£8%D

08%a
6LVA

cvvd

(04728
6ETN
8EVI

9EVA

vevY

LTSA
928

T2SA
02SI
615V

LISV
9TSH
STSL

€138y
(450’8

019y
60SH
80SV

9054

%031

1453728

L8ST

S89%
7891
€854

78934
085D

8.LS%

23S ribosomal RNA

e Molecule 23

49%

46%

-
.

Chain D

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



SIMR

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 22

1444
€7D
w0
(9]
6€D
8EV

€en

€2TD

801N
101D

101D

© I~
o o
Io UI

®
o)
o

68D

o
0
o

8D

6.0

—
~
<

0LD

[T}
©
O

€8TD
28TV

081D

9LTD

2910

€STD
[415]
TSTD

TE€TD

1444

(ad)
612D

S6TV
¥61D
€670

S.2D

ag.Led
JELTD

veLZD
€L2D

X0.L2D
X0.2D
MoLzd
A0LTD
00.20
10,2

H0LZH
00,20

£0L2D
10L2D
HOLZD
D0LTD
d0.20

aoLed

LEED

SEED
Y€€

L2€D
9Z€eD

ceey
Teed
0TEY

81€0
L1€D

STED
viev
€T€D

60€D

90€N

70€D
€0€EN

00eY

S62D

2620
162D

882D

982D
982D

8LtV

Y6EV

%9€0

qE9EN
aeged

d€9€d

€9€D

6SEV
85en
LSeY

€¥€0

sial

0S¥D

g

SEVD

€EVD
(4541

0EVD

9Zvd
STy

0z%d
617D

L1%0

4574

covY
TO%V

86€D

S6een

918D

4514

€TSY

8LV

TLSY
045D

€550

§%9D

815D
L1950

V8190

T190
0790

665D

1650
965D
G650

£69D
269D

6.SD

969D
S69D
v6on
€690

1690

689V

889N

€890

789D

9.L9V

7.L9D

799D

9S8.LD

5.0

VLY

vv.LD

LD

0v.L0

LELD

SELY

CTELD

918D
ST180

€180

or8n
608D
808D
080

86.D

S6.L0

06.L0

8.0

09.D

918D
S.18D
¥.8D
€189

T80

698D
898N

%989

2989

858N

9580

7589
€680
G689

678Y

578D

£78D

eV
0%80
6€80N

LESD
9€8D
SE8Y

9z8n
28D

134214

818D
L180

8269
926V
26D

9169

2160
116V

£88D
2889

6.8D

LL8n

$S660
%660

886V
186D
9860

786V

186V

L1169

S.L69D

T.6D
046D
6960
8969

9969
996D

€960

256D
196D
0569

876D

0¥%6D

R LDWIDE

EMDataBank

O

PROTEIN DATA BANK

W



SIMR

=
@]
o
Q
~
>
~
<
g
g
=
N
g
.2
]
<
°
G
=
o)
=
]
=
~
o]
<
=
=
=
-
jw]
<
an)
<
=
a
=
=
~
an)
A
[al
E
=

Page 23

6€0TD
8€0TD
LEOTD

TEOTD
0€0TD
6201V
8201V
L2O0TV

§20TH

8T0TD

9701

0TO0TV
600TV

L00TD

S00TD
70010

16010

T60TD

680TD

78070

2L0TD

0LTTD

89TTH

99T1D
S9TTN
¥9110
€911
2911

6STTN

¥ST1D
€GTT0
CST10

0STTD
6%TTD
8YITY

9YT1ID
SYT1D
4425
EVTITY

6ETTD

LETTD
9ETTD

€ETTN
CETTY

€ETTO
CTETTD
T€21D

62CTD
82CTH

92CTH

0ZeTY

81210
L1210

STCTD

1,021

20210
10210

86710

96110

€6TTD
2BTTD

18110

6.L1T0
8L1TD

L6TT1D
96219
S6CTD

€6CTD
c6TTn

6ETTD

LSETN

€9€TD

Y.Lv1D
€LVTD

6971V
89710

99%1D
S9%TD
¥9¥10
€9%10
(4345

9G¥%1D

0S%10
V67710

8¥¥1D
LYY1D

14745

17910

6EVTV
8EVTIN

9EVTD
SEVTD
YEVIV
EEVIN
[454%]

144495

€TV1D

12710
(747451

8I¥1D

€ESTO
CESTO
TESTO

92STD
SCSTD
%2910
€2S1N

81510
LTSTD

€15T0

TISTY

80GTY

90ST1D

%0910
€051
COSTD
TOSTD
00STH

S67TV

0671V

181D
98TV

¥8%1D

S98S1D

S.LSTO

€9G8T1D

9GSTD

8%S1D

9%S1D

(4215

9810

6ESTD

Tyot1d
TY9TY

76910

T691D
0691V
6891V
88910
1891H
98910
98910

08910

S99TY

€991D

T991D
09910
65910
89910

v6.L10
€6.L1D
CTBLID

88L1D

LLL.10

SL.LT0

CTLLTD

0LLTD
69L1D
89.10

99,70
S9LTD

T9LID
09LTY

L5.10

SSLTV

CS.L10
TSLTD
0S.LTD

8%.L1D
L%L1D

TYLID
TvLID
SELTD

159810
0S8TH
6781D

9%81D
S¥8TD
%810
£%810

810

LEBTD

€€8TN
CE8TD
TEBTD

928TH

¥281d
€281

1281V
0Z81N

81871

¥181D
€18TD
18TV

808TN

908TD

%0810
€08TY
C08TY

00810

86.T0
LBLTD
96,70
S6.TD

£€C610
[44:15]

16TV
11670
0T61D
60610
806TD
LO6TD

70619

20610

868TN
L68TD
968TD
S68TD
%6810

26810
681D
068TY
688TY

18810

€88TD
28810

61810
881D
TL8TY
T.8TY
081D

79810
€981
981D

098T1H
6G8TV

LS8TD
9G8T1H

EMDataBank

O

R LDWIDE

PROTEIN DATA BANK

W



SIMR

=
@]
o
Q
~
>
~
<
g
g
=
N
=
.2
]
<
°
G
=
o)
=
]
=
~
o
<
=
=
=
-
jw]
<
an)
<
=
a
=
=
~
an)
A
[al
E
=

Page 24

€861

1861V

6L61D

LL6TY
9610
GL6TD

G961D

€9610

T9610
0961V

85610
LS6TD

€961V
TS6TV
9610
086TD
676TD
8%6T1D

9¥61Nn

8T6TV

9z6TNn
GZ6TD

6€02D

602D
8202N

9202
§S2020
¥2ozd

91020

2T0Zd

S002V
%002

2002ZH
Toozy
00029
66610

g661T0

S86TD

T602n
06029
68020
880¢H

S8020
%8020

280CV

0802ZH
6,020
8L02D

9,020

v.L020
€L02D
2L0Td
TL0TY

2902V

6502V
8502V

€502D

S%020

9912D
S912H
%9120
€9120
2912TH
19120
0912ZH

LGTZD

TS12D
0s12n
612D

97120

€%120
[a74%49]
T%12D

6ETCO
8ETTO

zeren

62120

S¢1TH
¥212d

zeren

LTTCY

STT2ZD

€110

90T2ZH
S0T2D

i£444)
6122

L722D
9122

€120

113443
012ZH

L0220
90220
$S0220
66TCY
86TCY
L6120

€612
612D
T612D
0672H

88120

9812H
S8120

281ZH
18129
08120

0L1ey
6972V
8912ZH
L9ten

S6220
¥622d
€6220
26220
16220

S82C0

0822d
622D

(Y2443

692CY
8922V

S9zen
922D

c9zen
192D
09220

L,5Ten

§G2TH
%5220
€G2TH
[4[449)

6vcen
822D

92D
Sveen
vveen

6ETTH

LETTD

9G€TD
SSETO

TveTd
T9eTH
0v€Td

8EETD

9EETY

VEETD

ceeen
TEETD
0€ETD
62ETH
8CETY

¥2eTD

12€TH

LT€TO

ST€TD
Y1€C0
€TETO

oreey
60€TY

90€2D
S0€ey
v0€Td
€0€TD
20€TD
TOETD
00€TD

862CY

omwed
ST¥CD
14524
(4874
(4574
15744

Toven
00%2D
66€CD
86€£2N
LBETD

S6€TD

08€TD

8.LETY

9.LeTY

v.Le2D

0LE2ZD

95¥2d

¢sved

6EVTY

(4474
11474
0zgved
61ven
15741

€29CH

9152

S6%2D

0852
67920
8%92H

963920
S6SCH
¥652D
€652n

0652V

L8SCY

6.52D

S.S20

04529
6952
8992D

992V
v99ev
£9520

T98CV

65520
85520
L5S2D

€592
[4sistd

Lgsen

9992n

£tal

25920
15920
05920
6%92n
8%92D
L%92n
97920

¥%92H

Zv9Td
%929

6€£9CY

SE€9TD

7€92D

12929

442143

85920

S.2D
Yv.L2D
€%.L2D
[472ké)
152X
ov.Ley

8E€LTY
LELTD

9€.LTD

TELTD

¥C.LTO

cTLTd
TecLeV
oclen
61.2D

LT.L2D

6€8CD

62820

282D

2T8TH
128V
0z8ey

81820

91820

1820
€182V

70820
€£082D
2082
7082V
66.L2Y

0062V

86820

88820
18820
988¢H
98820
882N

18820

8.82n
11829
91829

v.820
€182V

6982

9982N
5982Nn
79820
€982D
982D

0982V
65820
89820
15829

9¥82D
S¥82D
7¥82D
€%82D
2¥8ed
%820

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O

PROTEIN DATA BANK

W



SIMR

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 25

5S ribosomal RNA

e Molecule 24

40%

55%

—
5%

Chain E

6%0

Eidl

7o
{479
1571

8€D
LED
9€0

ven
€€D

—
m
(&)

2}
3]
<

82D

oey
Sev

€D
(441

0zd
61D
819

110
01D
69

o o
© I~
(T3]

90

12

LT1D

14270
€110
(435

0T1D

070

20T
TOTY
001D

169

sen
760

269D
16D

V68V

189

8D

© oo
~ N ©
<o D

<
~
I:.

N
~
(&

LD

S90
790
€99

799

0oz1n
61TV

508 ribosomal protein L1

e Molecule 25

9%

57%

33%

Chain Z

€98

ss

8vd
LYT
172!

YvH
EVA
cva
TvA
0L

8ed

SEV
el

o
”
k)

0eN

8T

sev
44

(498

0ZA
611
8T
LIN
91d
ST1d
PIA
€14

11
07T

84
LA
L
S

€H

9ETT

TETY

D O o & W o
o O O © 0 Qo
23 aq [NESESEN
oo A U XU

CETD
TETT
0€TI

L2111
9T

1745
€CTA
(494

0TTH
6TTA
811a

9TTL

2978
ETTA
(434

0TTd

L0TM
7011

T0TD

661

96D

w6A
€64

16V

68Y
S84
9LY

SL1
YLA

99H
S9d
%91

76Td

zeT1d
T6TY
0674
6811
88TN

TLTI
0LTYV
691D
89TL
L9TH
991a
SOTN

€974
2914

508 ribosomal protein L2

e Molecule 26

14%

84%

Chain a

612d
812H

041D

291s

LSGTH

6%1d

j44A1

(47498

8TTA

90TI

96H

164

281

oLM

[4°2

69)

SS90
At

L¥D
%)

TN

8cd

SclL

8TA
LTL

0Tl

PA’s
94

L

50S ribosomal prote

TLeI
0,21

e Molecule 27

89¢H

192y
092d

0SzM
6¥cd

9ved
sved

in L3

15%

85%

Chain b

508 ribosomal protein L4

e Molecule 28

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



SIMR

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 26

9%

90%

Chain c:

CETA

9CTA

L6&

68A

78A

[k

69H
8934

294

88V

VAt

0Ss

8€Yd

9EA

oed

91D

v1d

(431

e Molecule 29: 508 ribosomal protein L5

13%

86%

Chain d:

814

8L14
LL1D

vora

TSTV

SETT

CEIN

82Td

921a

vC1s

celd

ST
YITI

e Molecule 30: 508 ribosomal protein L6

C11d

13%

82%

Chain e:

vL1D
891d
09T
LSTX
9GTV

SGTS
¥S1d

[ahx:

TETA
0ETY
62TL

Le1d
921d

+

8T1d

Ll

e Molecule 31: 508 ribosomal protein L.13

LOTA

Lvd

11%

88%

Chain f:

*

e Molecule 32: 508 ribosomal protein L14

SE€Td
Lg1a
T11d
€61
281
6.d
894
L97
993
8YH

LYV
9vA

11%

89%

1

e Molecule 33: 50S ribosomal protein L15

Chain g:

6T1d

COTA
T0Td

14%

83%

Chain h:

1

8ETT

9€Td

LOTX

961

ced
T6d

78N

vox
€9d

(4]

€2¢d

814

e Molecule 34: 508 ribosomal protein L.16

914

EIN

10%

86%

Chain 1:

SCT1

OTTL

863

veA

164

183

187

8.d

L94

991

199

9TA

ozy
61D

e Molecule 35: 508 ribosomal protein L17

8%

92%

Chain j:

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



Page 27 wwPDB/EMDataBank EM Map/Model Validation Summary Report

SIMR

A101
D107

L[] O W ) O .
< ] - ] © ~ ©
- ~ = = o - [=}

e Molecule 36: 508 ribosomal protein L18

Chain k: 89% 9% .

00 i WO
=<} 22}
=] =

e Molecule 37: 508 ribosomal protein L.19

L32
A102

© 0 - < o
o w © © 00
> < = = =]

A86

Chain 1: 70% 10% - 20%

e Molecule 38: 508 ribosomal protein 120

Chain m: 91% 8% -

e Molecule 39: 508 ribosomal protein L21

Y24

[e]
N
~

N94

< oy I )
w © © © ~ 0 12
o - = < (2] o 4

Chain n: 81% 18% .

o mmm w N~ 00 N — -~ o N N~ < © 0 N o
© KD g ﬂv«-m-m-g-m I!J-In-tD S CDKO-I\-U)
53 ~ = © A = < A = = = ~ Mo = A

e Molecule 40: 508 ribosomal protein .22

K10

Chain o: 90% 6% - o

S < o L0 0
o NS © © ~ ~ ©
>~ x a = < > <

e Molecule 41: 50S ribosomal protein .23

Chain p: 91% 7% -

Bis L

e Molecule 42: 508 ribosomal protein 1.24

K33

< 0 o o D
< < n © 00
[ X B B3 =

E93

Chain q: 78% 22%

w0 < o < o N N O N~ o
© = o S < ~ ~ ~ o~ Q 9 ) o]
= = £ - wn = A Mo x o

WO RLDWIDE

S17
H68
P77

N M
© ©
[

V30
V42
K46

©
el
A

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



Page 28 wwPDB/EMDataBank EM Map/Model Validation Summary Report

SIMR

e Molecule 43: 508 ribosomal protein 125

. I
Chain r: 79% 8% 13%

oo O O ) e O
5] = — > B a

e Molecule 44: 508 ribosomal protein L27

D123

m$
—
H

G147
P159
V165
P167
E168
T170
P177

Chain s: 87% 6% 1%

O WO ) W
IS o ©
s = =

e Molecule 45: 508 ribosomal protein 1.29

P83

Chain t: 93% 7%

wn A

e Molecule 46: 50S ribosomal protein L30

S35
G37
R46

Chain u: 2% 7% .

S11

w ©
—
oA

L31

e Molecule 47: 508 ribosomal protein L31

Chain v: 76% 18% 6%

- < 0 O mmLw ©
< g < e} 9 0
[ |2 ~ = @ >

e Molecule 48: 50S ribosomal protein L32

H6
|
P11
|
Cc18
|
122
1
526
T27
E34

Chain w: 82% 13% 5%
e Molecule 49: 508 ribosomal protein L33
Chain x: 69% 22% 9%
N~ O~ 0 DEEW OEHOENENN M
-'; slgwg B8TETE wl
e Molecule 50: 508 ribosomal protein 134
Chain y: 86% 14%
y

WO RLDWIDE

PROTEIN DATA BANK

Unified Data Resource for J0EM



SIMR

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 29

3
=

e Molecule 51: 50S ribosomal protein L35

6ed

STL

™

Ld

~ <"-
£ |2

14%

83%

Chain z:

e Molecule 52: 508 ribosomal protein L36

o)
T}
<

)
<
(&

]
]
o

©
0
x

o < e
o
~ >

-
& ©
ZIH

—
5%

65%

30%

Chain 1:

9gb
ot
veb
eex
CEH
Tex
0oed
62N

SCA
YCA

N
o
I‘:I

e Molecule 53: 508 ribosomal protein 1.10

0CH
614
814
L11
9TA
STH

0TI

o0 oo n o
=ExEm< E3

25%

23%

50%

Chain 2:

€0TD

00TN

0Tt
BTTV
8TTL
L1771

071D
60TS

e Molecule 54: 508 ribosomal protein L11

L0TA

9%

22%

48%

18%

Chain 3:

29a
oV

651

LSI
954

¥9d
€SA

TSV
0sa
67D
SPL
Tvd

8EA
Led

SGEW

€EN
ey
Ted
0€H
620

121

S¢d

€CTA

Ted

8TL

9TH

< © N~ 0
.>I<>>

0€TS

269D
T6d

88V

189

(444
8Y

e Molecule 55: P site- tRNA

6.4
8LI
LLT
9LK
S8

0Lx

89A

LETI

SETD

€ETS
CETH
TETY

34%

51%

14%

Chain 4:

09n
68V

S6Nn
¥sn

T80
0sn
679

Ly
oD
SvD
il

o
i
o

(79)
6€D

0gd
629

L

S20

€20
{443

91D
STD
421

(4%

LD
0LD
690
890
190

e Molecule 56: E site- tRNA

€90
290

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



Page 30 wwPDB/EMDataBank EM Map/Model Validation Summary Report 5IMR

Chain 5: 5% 49% 45% .

e EERE 2888 385388535888
o o < (LRSI =1s) =] < < o =] =] =]

U20
A21
C25
A26
G27
G28
G30
A31
A37
C43
G44
U45
G46

WO RLDWIDE

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



Page 31 wwPDB/EMDataBank EM Map/Model Validation Summary Report 5IMR

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used Not provided Depositor
Resolution determination method | Not provided Depositor
CTF correction method Not provided Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 200 Depositor
Electron dose (e~ /A”) 22 Depositor
Minimum defocus (nm) Not provided Depositor
Maximum defocus (nm) Not provided Depositor
Magnification Not provided Depositor
Image detector FEI FALCON II (4k x 4k) Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

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

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 MYAES: RMSZ 47| >2

1 A 0.78 1/36438 (0.0%) 1.10 50/56869 (0.1%)

10 N 0.34 0/807 0.67 0/1085

11 O 0.39 0/900 0.63 0/1213

12 P 0.54 0/986 0.79 0/1320

13 Q 0.35 0/924 0.67 1/1238 (0.1%)

14 R 0.42 0/501 0.69 0/664

15 S 0.56 0/745 0.78 0/992

16 T 0.53 0/716 0.75 0/963

17 U 0.48 0/870 0.71 0/1159

18 \Y 0.41 0/603 0.72 1/799 (0.1%)

19 W 0.39 0/661 0.67 0/890

2 F 0.44 0/1935 0.72 1/2609 (0.0%)

20 X 0.50 0/765 0.79 0/1007

21 Y 0.36 0/212 0.66 0/277

22 C 0.44 0/4545 0.57 25/6155 (0.4%)

23 D 0.97 | 10/69685 (0.0%) 1.24 | 293/108786 (0.3%)

24 E 0.82 1/2954 (0.0%) 1.09 2/4606 (0.0%)

25 Z 0.33 0/1775 0.58 2/2393 (0.1%)

26 a 0.57 1/2174 (0.0%) 0.80 1/2927 (0.0%)

27 b 0.54 0/1611 0.85 2/2171 (0.1%)

28 c 0.56 0/1660 0.78 0/2247

29 d 0.39 0/1507 0.73 2/2027 (0.1%)

3 G 0.42 0/1636 0.66 0/2205

30 e 0.47 0/1354 0.75 1/1831 (0.1%)

31 f 0.53 0/1140 0.79 2/1537 (0.1%)

32 g 0.52 0/942 0.80 0/1268

33 h 0.48 0/1123 0.85 1/1493 (0.1%)

34 i 0.55 0/1100 0.81 1/1470 (0.1%)

35 j 0.52 0/974 0.73 0/1302

36 k 0.48 0/887 0.78 0/1180

37 1 0.52 0/990 0.81 1/1325 (0.1%)

38 m 0.60 0/982 0.79 0/1306
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >2 RMSZ #|Z| >2
39 n 0.45 0/790 0.78 0/1057

4 H 0.49 0/1733 0.71 1/2318 (0.0%)
40 0 0.52 0/886 0.71 0/1189

41 p 0.47 0/756 0.71 0/1015

42 q 0.43 0/857 0.78 0/1142

43 r 0.41 0/1467 0.70 0/1992

44 S 0.48 0/633 0.71 0/843

45 t 0.50 0/569 0.72 0/751

46 u 0.56 0/474 0.77 0/635

47 v 0.51 0/594 0.85 1/795 (0.1%)
48 w 0.56 0/459 0.76 0/621

49 X 0.49 0/433 0.87 0/576

5 I 0.49 0/1162 0.76 0/1564

50 y 0.58 0/438 0.78 0/575

51 z 0.57 0/523 0.83 0/690

52 1 0.46 0/310 0.72 0/407

53 2 0.23 0/640 0.45 0/889

54 3 0.43 0/1012 0.70 2/1373 (0.1%)
55 4 0.57 0/1832 0.96 1/2855 (0.0%)
56 5 1.93 7/1813 (0.4%) 1.02 3/2823 (0.1%)

6 J 0.40 0/856 0.63 0/1154

7 K 0.38 0/1276 0.67 0/1709

8 L 0.48 0/1136 0.77 1/1527 (0.1%)

9 M 0.38 0/1029 0.65 0/1379
All All 0.81 | 20/165780 (0.0%) | 1.07 | 395/247193 (0.2%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
2 F 0 1
26 a 0 5
28 c 0 3
30 e 0 1
31 f 0 1
32 g 0 1
37 1 0 2
38 m 0 1
39 n 0 1
40 0 0 1

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

Mol | Chain | #Chirality outliers | #Planarity outliers
41 p 0 1
42 q 0 1
46 u 0 1
47 \ 0 1
49 X 0 1
51 z 0 1
54 3 0 2
8 L 0 1
All All 0 26

The worst 5 of 20 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z [ Observed(A) | Ideal(A)
o6 3 75 C N3-C4 | 39.72 1.61 1.33
56 5 75 C N1-C6 | 36.95 1.59 1.37
56 5 75 C C2-N3 | 36.64 1.65 1.35
o6 d 5 C C4-Ch | 26.84 1.64 1.43
o6 3 5 C N1-C2 | 25.86 1.66 1.40

The worst 5 of 395 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(®)
23 D 2075 U N1-C2-02 | 10.51 130.16 122.80
23 D 1498 C C2-N1-C1’ | 10.33 130.16 118.80
23 D 2498 C N1-C2-02 | 9.67 124.70 118.90
23 D 2498 C N3-C2-02 | -9.54 115.22 121.90
23 D 1937 A N1-C6-N6 | -9.37 112.98 118.60

There are no chirality outliers.

5 of 26 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 F 99 | GLY | Peptide

8 L 28 | ALA | Peptide
26 a 46 | GLN | Peptide
26 a 82 ILE | Peptide
26 a 96 HIS | Peptide
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5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 32554 0 16432 3245 0
2 F 1900 0 1951 189 0
3 G 1612 0 1677 179 0
4 H 1703 0 1763 200 0
) I 1146 0 1207 149 0
6 J 843 0 857 106 0
7 K 1257 0 1296 115 0
8 L 1116 0 1177 144 0
9 M 1010 0 1037 108 0

10 N 794 0 840 87 0
11 O 885 0 904 98 0
12 P 970 0 1057 130 0
13 Q 914 0 969 194 0
14 R 492 0 529 88 0
15 S 734 0 771 106 0
16 T 700 0 720 104 0
17 U 857 0 930 116 0
18 \Y 997 0 668 71 0
19 W 647 0 673 104 0
20 X 763 0 861 91 0
21 Y 208 0 221 33 0
22 C 4461 0 4547 2055 0
23 D 62218 0 31357 6741 0
24 E 2641 0 1337 210 0
25 Z 1742 0 1794 264 0
26 a 2124 0 2207 0 0
27 b 1578 0 1647 0 0
28 c 1625 0 1666 0 0
29 d 1482 0 1546 0 0
30 e 1328 0 1407 0 0
31 f 1113 0 1183 0 0
32 g 932 0 994 0 0
33 h 1106 0 1183 0 0
34 i 1080 0 1127 0 0
35 ] 960 0 1021 0 0
36 k 877 0 938 0 0
37 1 976 0 1033 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
38 m 964 0 1022 0 0
39 n 779 0 852 0 0
40 0 876 0 941 0 0
41 p 742 0 800 0 0
42 q 844 0 930 0 0
43 r 1435 0 1463 0 0
44 s 625 0 647 0 0
45 t 567 0 621 0 0
46 u 469 0 018 0 0
47 % 581 0 276 0 0
48 w 445 0 459 0 0
49 X 426 0 452 0 0
50 y 430 0 480 0 0
51 zZ 515 0 o87 0 0
52 1 307 0 335 52 0
93 2 641 0 309 31 0
o4 3 993 0 1030 295 0
95 4 1640 0 837 128 0
o6 D 1623 0 821 118 0
o7 C 32 0 13 17 0
All All 152879 0 105220 14755 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 74.

The worst 5 of 14755 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)
22:C:116:GLU:HB3 22:C:120:LYS:CE 1.19 1.66
22:C:41:MET:HB3 22:C:45:PHE:CD1 1.31 1.62
23:D:1064:C:C2 54:3:91:PRO:HD3 1.30 1.62
22:C:493:ASN:HA | 22:C:505:THR:CG2 1.26 1.62
22:C:25:LEU:CD2 | 22:C:174:VAL:HG21 1.19 1.61

There are no symmetry-related clashes.
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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.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 F 232/256 (91%) 181 (78%) 33 (14%) 18 (8%) 10116
3 G 204 /239 (85%) 157 (77%) 33 (16%) 14 (7%) 1§19
4 H 206/209 (99%) 168 (82%) 21 (10%) 17 (8%) 1§15
5 I 148/162 (91%) 122 (82%) 19 (13%) 7 (5%) 20 27
6 J 99/101 (98%) 85 (86%) 11 (11%) 3 (3%) 58 35
7 K 153/156 (98%) 130 (85%) 16 (10%) 7 (5%) 2) 27
8 L 136/138 (99%) 107 (79%) 19 (14%) 10 (7%) 1p117
9 M 125/128 (98%) 96 (77%) 14 (11%) 15 (12%) Ofl7
10 N 96/105 (91%) 73 (76%) 11 (12%) 12 (12%) Of|6
11 O 117/129 (91%) 96 (82%) 15 (13%) 6 (5%) 2] 25
12 P 122/132 (92%) 79 (65%) 33 (27%) 10 (8%) 1§15
13 Q 112/126 (89%) 80 (71%) 19 (17%) 13 (12%) Ofl7
14 R 58/61 (95%) 40 (69%) 12 (21%) 6 (10%) 0fr10
15 S 86,/89 (97%) 70 (81%) 9 (10%) 7 (8%) 1115 B
16 T 81/88 (92%) 65 (80%) 10 (12%) 6 (7%) 1§10 17
17 U 102/105 (97%) 82 (80%) 13 (13%) 7 (7%) 1§19
18 \Y 71/88 (81%) 57 (80%) 9 (13%) 5 (7%) 1§18
19 W 78/93 (84%) 53 (68%) 17 (22%) 8 (10%) 0fr10
20 X 97/106 (92%) 85 (88%) 7 (7%) 5 (5%) 20 24
21 Y 22/27 (82%) 17 (77%) 2 (9%) 3 (14%) 1K)
22 C 562/610 (92%) 244 (43%) | 187 (33%) | 131 (23%) 042
25 V/ 226/229 (99%) 180 (80%) 26 (12%) 20 (9%) 1114
26 a 270/276 (98%) 188 (70%) 51 (19%) 31 (12%) Of|7
27 b 204/206 (99%) 147 (72%) 29 (14%) 28 (14%) 15
28 c 206,/210 (98%) 160 (78%) 29 (14%) 17 (8%) 1§15

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
29 d 180/182 (99%) 119 (66%) 39 (22%) 22 (12%) |
30 e 172/180 (96%) 121 (70%) 27 (16%) 24 (14%)
31 f 137/140 (98%) 106 (77%) 18 (13%) 13 (10%)
32 g 120/122 (98%) 86 (72%) 22 (18%) 12 (10%)
33 h 143/150 (95%) 98 (68%) 25 (18%) 20 (14%)
34 i 134/141 (95%) 89 (66%) 30 (22%) 15 (11%)
35 j 115/118 (98%) 93 (81%) 13 (11%) 9 (8%)
36 k 108/112 (96%) 78 (72%) 20 (18%) 10 (9%)
37 1 115/146 (79%) 70 (61%) 32 (28%) 13 (11%)
38 m 115/118 (98%) 87 (76%) 19 (16%) 9 (8%)
39 n 99/101 (98%) 59 (60%) 21 (21%) 19 (19%)
40 0 108/113 (96%) 82 (76%) 18 (17%) 8 (7%)
41 p 92/96 (96%) 74 (80%) 12 (13%) 6 (6%)
42 q 108/110 (98%) 61 (56%) 24 (22%) 23 (21%)
43 r 178/206 (86%) 128 (72%) 33 (18%) 17 (10%)
44 s 77/85 (91%) 60 (78%) 12 (16%) 5 (6%)
45 t 65/67 (97%) 58 (89%) 2 (3%) 5 (8%)
46 u 57/60 (95%) 43 (75%) 11 (19%) 3 (5%)
47 \ 69/71 (97%) 39 (56%) 14 (20%) 16 (23%)
48 W 55/60 (92%) 35 (64%) 12 (22%) 8 (14%)
49 X 47/54 (87%) 21 (45%) 15 (32%) 11 (23%)
50 y 47/49 (96%) 30 (64%) 10 (21%) 7 (15%)
51 z 62/65 (95%) 38 (61%) 14 (23%) 10 (16%)
52 1 35/37 (95%) 25 (71%) 8 (23%) 2 (6%)
53 2 128/173 (74%) 95 (74%) 21 (16%) 12 (9%)
o4 3 132/147 (90%) 82 (62%) 20 (15%) 30 (23%)
All All 6511/6972 (93%) | 4639 (71%) | 1137 (18%) | 735 (11%)

5 of 735 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 F 191 ASP
2 F 209 ARG

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

Mol | Chain | Res | Type
3 G 64 VAL
4 H 30 LYS
4 H 191 ARG

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.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

2 F 202/220 (92%) | 202 (100%) 0

3 G 160/188 (85%) | 160 (100%) 0

4 H 180/181 (99%) | 180 (100%) 0

5 I 115/123 (94%) | 115 (100%) 0

6 J 90/90 (100%) 90 (100%) 0

7 K 126/127 (99%) | 126 (100%) 0

8 L 119/119 (100%) | 119 (100%) 0

9 M 98/99 (99%) 98 (100%) 0

10 N 88/92 (96%) 88 (100%) 0

11 O 90/99 (91%) 90 (100%) 0

12 P 104/109 (95%) 103 (99%) 1 (1%)
13 Q 92/101 (91%) 87 (95%) 5 (5%)
14 R 49/50 (98%) 49 (100%) 0

15 S 79/80 (99%) 79 (100%) 0

16 T 72/74 (97%) 72 (100%) 0

17 U 96,/97 (99%) 96 (100%) 0

18 \Y 64/77 (83%) 64 (100%) 0

19 W 71/80 (89%) 69 (97%) 2 (3%)
20 X 76/82 (93%) 76 (100%) 0

21 Y 19/22 (86%) 19 (100%) 0

22 C 473/505 (94%) 347 (73%) | 126 (27%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
25 Z 180/181 (99%) 174 (97%) 6 (3%) 41 67
26 a 215/218 (99%) 213 (99%) 2 (1%)
27 b 166,/166 (100%) | 165 (99%) 1 (1%)
28 c 164/166 (99%) | 164 (100%) 0
29 d 156/156 (100%) | 153 (98%) 3 (2%)
30 e 143/148 (97%) 141 (99%) 2 (1%)
31 f 118/119 (99%) | 118 (100%) 0
32 g 100/100 (100%) 99 (99%) 1 (1%)
33 h 111/116 (96%) | 111 (100%) 0
34 i 106/111 (96%) | 106 (100%) 0
35 j 100/101 (99%) | 100 (100%) 0
36 k 87/88 (99%) 87 (100%) 0
37 1 105/127 (83%) | 105 (100%) 0
38 m 93/94 (99%) 93 (100%) 0
39 n 82/82 (100%) 82 (100%) 0
40 0 90/92 (98%) 90 (100%) 0
41 p 76/78 (97%) 76 (100%) 0
42 q 91/91 (100%) 91 (100%) 0
43 r 159/179 (89%) | 159 (100%) 0
44 s 63/67 (94%) 63 (100%) 0
45 t 62/62 (100%) 62 (100%) 0
46 u 51/52 (98%) 51 (100%) 0
47 \ 63/63 (100%) 60 (95%) 3 (5%)
48 w 50/52 (96%) 50 (100%) 0
49 X 48/52 (92%) 48 (100%) 0
50 y 42/42 (100%) 42 (100%) 0
51 z 54/55 (98%) 54 (100%) 0
52 1 34/34 (100%) 34 (100%) 0
54 3 101/111 (91%) 86 (85%) 15 (15%)
All All 5373/5618 (96%) | 5206 (97%) | 167 (3%)

5 of 167 residues with a non-rotameric sidechain are listed below:
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Mol | Chain | Res | Type
22 C 294 PHE
22 C 377 VAL
54 3 12 LEU
22 C 315 LYS
22 C 332 PHE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 111 such
sidechains are listed below:

Mol | Chain | Res | Type
22 C 538 GLN
27 b 129 HIS
49 X 46 HIS
22 C 594 GLN
25 Z 172 HIS
5.3.3 RNA (O
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 A 1514/1522 (99%) 640 (42%) 80 (5%)
23 D 2888/2893 (99%) 1464 (50%) 169 (5%)
24 E 122/123 (99%) 47 (38%) 4 (3%)
55 4 76/77 (98%) 30 (39%) 0
56 5 75/76 (98%) 36 (48%) 4 (5%)
All All 4675/4691 (99%) 2217 (47%) 257 (5%)

5 of 2217 RNA backbone outliers are listed below:

Mol

Chain

Res

Type

6

8

9

10
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14

| = Q| Q

5 of 257 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
23 D 574 C
23 D 973 A
23 D 2660 A
23 D 616 A

Continued on next page...
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Mol

Chain

Res

Type

23

D

822

U

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

1 ligand is 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 | "' R\MS7 [ #)2] > 2 | Counts | RMSZ | #]Z] > 2
57 | GCP | C o1 | - [263434] 373 | 11 (42%) | 31,5454 | 1.63 | 4 (12%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

"-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings

57 | GCP C 701 - - 10/18/38/38 | 0/3/3/3
The worst 5 of 11 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
57 C 701 | GCP | C3-C4’ | -9.35 1.28 1.53
57 C 701 | GCP | C4-N9 | -8.71 1.36 1.47
57 C 701 | GCP | C5-C6 | -7.75 1.39 1.52

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
57 C 701 | GCP | 04’-C4’ | 7.70 1.62 1.45
o7 C 701 | GCP | O4’-C1’ | -4.36 1.31 1.42

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
57 C 701 | GCP | PA-O3A-PB | -4.80 116.91 132.49
57 C 701 | GCP | C4-C5-N7 | 4.30 108.16 102.46
57 C 701 | GCP | 06-C6-N1 | -2.73 119.03 122.68
o7 C 701 | GCP | C3-C2-C1’ | 2.66 106.49 101.44

There are no chirality outliers.
5 of 10 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
57 C 701 | GCP | PG-C3B-PB-O1B
57 C 701 | GCP | PG-C3B-PB-O2B
57 C 701 | GCP | PG-C3B-PB-O3A
57 C 701 | GCP | C5-05-PA-O3A
57 C 701 | GCP | C5-05-PA-O1A

There are no ring outliers.
1 monomer is involved in 17 short contacts:

Mol | Chain
57 C

Res
701

Clashes | Symm-Clashes
17 0

Type
GCP

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

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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