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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.60 A.

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

Metric Percentile Ranks Value
Clashscore I | .
Ramachandran outliers 0 I 2.7%
Sidechain outliers NN 0
RNA backbone N i 0.64

Worse

Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 125131 1336
Ramachandran outliers 121729 1120
Sidechain outliers 121581 1026
RNA backbone 3398 335

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 AA 1539 53% 35% 11%
2 AB 240 65% 25% T
3 AC 233 64% 24% T
4 AD 206 55% 43%
5 AE 167 66% 22% C10%
6 AF 135 56% 18% . 26%
7 AG 179 66% 18% e
8 AH 130 75% 24% .

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

Mol | Chain | Length Quality of chain
9 Al 130 65% 32% o
10 AJ 103 52% 42% 5%
11 AK 129 62% 28% T
12 AL 124 74% 23% .
13 AM 118 70% 25% o
14 AN 101 64% 28% %
15 AO 89 89% 0% -
16 AP 82 63% 34% B
17 AQ 84 64% 30% 5%
18 AR 75 63% e
19 AS 92 58% 28% 14%
20 AT 87 68% 30% B
21 AU 71 49% 21% 28%
22 AV 10 30% 50% B T
23 AW 74 53% 36% ow -
24 AX 7 65% 26% a% -
25 AY 71 51% 37% ST
26 BA 2897 55% 32% s .
27 BB 120 57% 30% BT
28 BC 273 69% 29% -
29 BD 209 74% 25% .
30 BE 201 77% 23%
31 BF 179 78% 21% .
32 BG 177 75% 25% :
33 BH 149 B U T 68%
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Continued from previous page...

Mol | Chain | Length Quality of chain
34 BI 142 71% 27% -
35 BJ 142 75% 25%
36 BK 123 66% 33% -
37 BL 144 70% 28% -
38 BM 136 75% 25%
39 BN 127 64% 29% en
40 BO 117 72% 26% -
41 BP 115 70% 30%

42 BQ 118 87% 12% -
43 BR 103 75% 25%

44 BS 110 83% 16% -
45 BT 100 71% 21% %
46 BU 104 66% 30% T
47 BV 94 83% 17%

48 BW 85 68% 20% T
49 BX 78 77% 22% .
50 BY 63 86% 14%
51 BZ 59 71% 27% B
52 BO 57 77% 21% B
53 B1 55 62% 27% BT
o4 B2 46 80% 20%
55 B3 65 71% 28% N
56 B4 38 82% 18%
Y B5 9 33% 67%

WO RLDWIDE

PROTEIN DATA BANK

Unified Data Resource for J0EM




Page 5 wwPDB/EMDataBank EM Map/Model Validation Summary Report 5JTE

2  Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 146760 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 @) P
1 AA 1539 33015 14725 6052 10699 1539 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 AB 218 1704 1081 305 311 7 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 AC 206 1624 1028 305 288 3 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 AD 205 1643 1026 315 298 4 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 AE 150 1105 687 211 201 6 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 A 100 817 515 148 148 6 0 0
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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
! AG 151 1181 735 227 215 4 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 AH 129 979 616 173 184 6 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
) Al 127 1022 634 206 179 3 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 Al 98 786 493 150 142 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 AK 17 877 540 174 160 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 AL 123 955 590 196 165 4 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 AM 114 883 546 178 156 3 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
14 AN 96 774 483 160 128 3 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 | A0 88 710 437 143 129 1 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 AP 82 649 406 128 114 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
17 AQ 80 648 411 121 113 3 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
18 AR %5 455 288 &6 81 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
19 AS & 637 408 120 107 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 AT 8 665 411 137 114 3 0 0

e Molecule 21 is a protein called 30S ribosomal protein S21.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 AU o1 425 265 86 73 1 0 0
e Molecule 22 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
22 AV 10 218 98 44 66 10 0 0
e Molecule 23 is a RNA chain called A-site Lysine tRNA Lysine.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P S
23 AW “ 1593 716 280 522 73 2 0 0
e Molecule 24 is a RNA chain called P-site tRNA Aspartate.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P S
24 AX v 1656 741 290 547 77 1 0 0
e Molecule 25 is a RNA chain called E-site tRNA Valine.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P S
25 AY n 1525 682 276 496 70 1 0 0
e Molecule 26 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N 0O P
26 BA 2897 62195 27745 11446 20107 2897 0 0
e Molecule 27 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N 0O P
27 BB 118 2529 1126 464 821 118 0 0

e Molecule 28 is a protein called 50S ribosomal protein L2.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
28 BC 27 2082 1288 423 364 7 0 0
e Molecule 29 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
29 BD 209 1565 979 2883 294 4 0 0
e Molecule 30 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
30 BE 201 1552 974 283 290 5 0 0
e Molecule 31 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
31 BE L 1410 899 249 256 6 0 0
e Molecule 32 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
32 BG 176 1323 832 243 246 2 0 0
e Molecule 33 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
33 BH 47 359 233 62 63 1 0 0
e Molecule 34 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
34 B 141 1032 651 179 196 6 0 0

e Molecule 35 is a protein called 50S ribosomal protein L13.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
35 BJ 142 1129 714 212 199 4 0 0
e Molecule 36 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
30 BK 122 938 587 180 165 6 0 0
e Molecule 37 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
37 BL 143 1045 649 206 189 1 0 0
e Molecule 38 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
38 BM 136 1074 686 205 177 6 0 0
e Molecule 39 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
39 BN 120 960 593 196 166 5 0 0
e Molecule 40 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
40 BO 16 892 552 178 162 0

e Molecule 41 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4| BP 114 017 574 179 163 1 0 0

e Molecule 42 is a protein called 50S ribosomal protein L20.

WO RLDWIDE

PROTEIN DATA BANK




Page 11 wwPDB/EMDataBank EM Map/Model Validation Summary Report 5JTE
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
21 BQ 17 047 604 192 151 0

e Molecule 43 is a protein called 50S ribosomal protein L21.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
43 BR 103 816 516 153 145 2 0 0
e Molecule 44 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
44 BS 110 837 532 166 156 3 0 0
e Molecule 45 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 BT 93 738 466 139 131 2 0 0
e Molecule 46 is a protein called 50S ribosomal protein [.24.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
16 BU 102 779 492 146 141 0

e Molecule 47 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
47 BV i 753 479 137 134 3 0 0
e Molecule 48 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
48 BW & 569 353 113 102 1 0 0

e Molecule 49 is a protein called 50S ribosomal protein L28.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
49 BX v 625 388 129 106 2 0 0
e Molecule 50 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
50 BY 63 509 313 99 95 2 0 0
e Molecule 51 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o1 Bz o8 449 281 &7 79 2 0 0
e Molecule 52 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
52 BO o0 444 269 94 80 1 0 0
e Molecule 53 is a protein called 50S ribosomal protein L33.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
53 Bl 50 409 263 75 71 0 0
e Molecule 54 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o4 B2 16 377 228 90 57 2 0 0
e Molecule 55 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
05 B3 64 504 323 105 74 2 0 0

e Molecule 56 is a protein called 50S ribosomal protein L36.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o0 B4 38 302 185 65 48 4 0 0
e Molecule 57 is a protein called ErmBL.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o7 B5 J 74 46 14 13 1 0 0

e Molecule 58 is LYSINE (three-letter code: LYS) (formula: CgH15N505).

LYS
CE NH3nz
. cG
Hle /_,..-—fCD
/CAS) ‘;’B
oxt HO C
@]
0
Mol | Chain | Residues Atoms AltConf
Total C N O
58 AW 1 9 6 2 1 0

e Molecule 59 is ERYTHROMYCIN A (three-letter code: ERY) (formula: C3;Hg;NO;3).
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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-
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.

coded according to the number of geometric quality criteria for which they contain at least one
e Molecule 1: 16S ribosomal RNA

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for

3 Residue-property plots (i)

Page 15
Chain AA:

LLY TLTY | ETEd 1 969V 1 1 TL6D 83079
:mz TTH f 269D 369V L8LY q80 169
f T2Ten 1090 1690 769V | 98D 060 }
€L0 19TV | 008D 1 1 a8.Ld I | 696V %30T
TLY 1 66%Y 1899 6890 I TL8Y 896V 1
TLY z9TY 1 1 [ | 08079
oL 19TV £83Y T8LY 6989 596V
699 09TV 1 18.LY —
899 1 645V 189V
190 agTY | 8.8 %98V
99Y 1 1499 1 836V £5019
. ogqoy 2STv 9490 098V [ | ZHOTY
%99 18%Y -t 999 89.LY 6989 5969
1 | 9099 98%0 $LGY £L9V L9L¥ 1 [ |
09V a8vn I 1489 1969 GEOTY
81D 8zzv L2EV F 9919 1 0a6n $£0TD
At Ped) | 9zen £0%0 %999 1 8980 656V ££079
199 1 [ | azEY 43 5) 18%9 0499 €99V 69LY | L¥8D [ |

980 EVIV €TV

I 6STV 022 oﬂmq

2990 1 9989 9%6Y
6,90 893D 08070

8590 7R %989 969 1

9999 1 £5LY €980 [ | L2010

10

10
<

-

-

-
10
10
~
©

40 aTey 26D g9an a9y 1 zhen 669 92019
[ 1av | $1€D L9%0 $950 1 65.LY 1980 8£6Y 1
05V £1eY 99%Y 1 0599 I 1 LE6Y 2201y
G S9%Y 659V 889 I 120tV
8% [ | 095 859V 9pLY L£80 020TH
mS 9%V 1 528 wm-”wu «.mmo 6TOTY
099V l | whL
oY f | 69wy | $GGY £HLY z€8d 1269 l
1 Z8EY 8GHN £46v 0%9Y A . 1e8Y 9269
6€9 | 1880 | oLewn 1 1919 089 [ | HTOTY
1 08€9 GEQY 1 6289 £26Y £1019
) | 6L8D | %890 qeL0 828N 226 ZTOTY
2] ) 8530 ££99 1 1 [ | 1
£EV oL 559D 1 184D qT8v 676V 80070
| g0z 9.L€D €550 0E9Y 1 816V 1
801D Nmua mmS T%9D mqu 128D [ ] 3001V
L0TD 1999 | ogsn aT6Y
9070 66TV 6829 0%59 9299 618V [ w167 | I
144 1 | 861D 88Ty 1 1 £TL0 | 8189 £T6Y 200TH
1 10TV L6TY [ | TTov | geL 1180 2160 10070
44 0079 | 96TV z8TY GESY 129V 12.9 1160 0001V
72D 6TV | isey 0%%D | | o160 |
0zn [ | 0829 8190 STLY 606V 966V
1 Z6TY 1 1 LTL0 806V 9660
| 1610 #1790 9TLY 2189 L06Y 7667
9TV 860 06TV BLTY 1299 1 QTLY 1 1 £669
1 1 68TV [ | 29€D qEHY 1 6097 1 6089 1
zin 88n [ | 0Lgy vEDN £2av 809V ZILY | 8080 | 106V %860
180 9810 [ | | ggvd 1 L09Y A L08Y 006V | esev |
| e8p 1920 4321 028V 1 0TLd 1 — 2860
69 agn 9929 $3ED TERY | 6190 %099 6040 208y 1
. w80 18TV £9EY 0E%Y 8790 €090 1 7080 1680 6460
£80 0870 T9ED . eTvn 1 209Y 90L¥ 0689
I 6LTV | 79gd 82%H €190 | 1099 ) F 688V
an 8L1D 05€9 L1290 z18n 009V BOLY £6.0 [ ]
w0 08y [ | 1) 6%EY 9z%0 1180 £0LD T6LY mmmu
ey | 6w HLIY 92D | 8beD  ggED o018y F 1 |16l L6V
41 8LV L eun | gqey L%ED 240 | 608V 865V 06.LY 8.8Y | el69

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

ZPDE
e

W


http://wwpdb.org/validation/2016/EMValidationReportHelp#residue_plots

3JTE

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 16

(4297
110
0%11D
6ETTD

L

LETTD
9ETTD

YETTD
€ETTD

0ETTY

LTT1D

7927

TZrin

LTTTY

TTT1V
OTTTY

90T1D

Y0T1D

L60TD

S607T0
601D
€60TY
60TV

2801V
T80TV

L

LL0TD
9010
SL0T0

TLOTD

L90TV

S907N
901D

09070

62TTY
82TTD

9ZTTD

[£44 5]
11445

81210
L1210
91CTV

3
L

ciemn
TIgin

0TIV

F

06719

8811V

0811V
6LTTV

9LTTY
TLITY

0LTTY
6911V

LOTTY

Y9T1D

19110
09719
68110
8GT1D

+

SSTTV

0STTY

0CETD

9TETD

€TETN

TIETY
LOETN
90ETY
S0ETD

00ETD

96TTD

68CTY
88TTY

9821

6.TTD

vLTTY

TLTTY

89CTD

99CTH
S9TTD

2144
€GTTH

0GTTY

8YTTV

ovTTY

15445
0%TTIN

(5431

80% TV

F

LBETD

TBETD
T6ETN

6LETD

e
3

SLETY
vLETY
€LETD

89€TY

99€TD
S9€TD
H9ETN

TOETH

6GETD

9GETD

TSETN
0SETY
67ETY

L
+

€YETD
THETD

L
-

30S ribosomal protein S2

0%ETY
6EETY
8EETD
LEETD
9EETD

EEETY
CTEETY

9TETN

i
+

€CETD

CISTN

80GTV

COSTY

0087V

L67TD

E67TV

161D

78¥T0
87TV

0871V

9LYTV

89%TV

SOPTY

83¥%1H

9GvTV

(434

LYPTV

8EYTH

YEVTY
EEVTY

TEVTY
0EVTY

8THIV

8IVTV

STPTD
7IvIn

6€STD
8ESGTD

9€ST)
SESGTO
PESTY
€E€GTD

0€GTH
628T1H

928T1H

€241H
[44°311)

6TSTV
8TGTV
LTIGTD
91GTH
STGTH

e Molecule 2

9%

25%

65%

Chain AB

TETA

0ETL
6211
8TTY
»219
0zTh

P11

[444s
TCTA

61TV

LITA
41408
(348
902V
Ss0za

voca
£0TN

T02d

66TA

v61Q

1618

L8TA

€L11

99TV

€9TA
2914

091V

8G1d
LSTT

YSIH

TSTI

L¥%1S
9V IN

A%

TP11

6ETYH
8ETL

30S ribosomal protein S3

e Molecule 3

12%

24%

64%

Chain AC

6711

8ETA

PETN

CETH

6CTH

TOTI

v8A

6.3

L9L
994

¥9I

694

9GA

oy

0gy

LT

Ses

Sy
™
a

TEN

624
8TH

€24
[44:}

0zZs
6TN

STA
PII

TH

-
< © ~ ©
5 oA =

90¢H

€024

TOTH

6613

9671

v61D

T6TL

681V

9811
981N

08TV

LLTL

vL1d

TL1d

6974
897X
LOTH
9973

21 S

1914
097V

LSTT
99T

TS1d

08Ty

30S ribosomal protein S4

e Molecule 4

43%

55%

Chain AD

]
< @ > I3

SLk

44}
TvH
(o)}

8€d

9eh

YEI
£EN

113

62a

acA
44

(44
121

611

STd
vTd
€14
TIs
111

671

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3JTE

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 17

9974

(4224
7911

84TV

pe1d

0SGTY
671V

L¥13

SP1I

9021
S0TS

€021
cocE

L6713

261S
T611

88TYH

e Molecule 5: 30S ribosomal protein S5

981d

8LIH

SLTY

ELTA

TLTT
OLTH

89T7d

10%

22%

66%

Chain AE:

SETN

€€Td

TETL

€TTA

TCIH

9114

€11V
[431')

LOTY

Tot1d
€64
88A
[4:1}
181
08L
LLN
TLH
ek
SPY
07D
9€T

624

P4}

STA

841D
LGTH

»aTv
€GTA
CGTH
1814
0§1d
6715

€%ID
8ETYH

LETA
9ETA

e Molecule 6: 30S ribosomal protein S6

26%

18%

56%

Chain AF:

o I-n-
o (=]

€631
T6L
T6d
06l
984
¥8A
T8N
oA
E€ON
{47
8GH
993
SGH
791

TSI
08d

9%h

OEL

Ley

74

TZH

oTA

e Molecule 7: 30S ribosomal protein S7

16%

18%

66%

Chain AG:

1874

8ETYH

SETA

61TH

OTTH

PITA
€11a

1118

607Y

SOTA
%071

00TV

O mNL © N ©
<) D0 DO
(2] mom =<

98K

8.4

ELA

TLL

TLd

69A

092

LGS

€PA

ova

LES
9N

621

LTA

STA

e Molecule 8: 30S ribosomal protein S8

24%

75%

Chain AH:

-
@
a

8CTTR

9T11
GerI

€11a

OTTA
601D

90TL

YOTA

€0TA

2OtV

S6A

261

884

6.S

~
~
~

S.lI

(JA

L9b
994

69T
893
LSd
{4ic
083
6EA
6cs
(4}

81h

ST

€1Y

e Molecule 9: 30S ribosomal protein S9

32%

65%

Chain Al:

6074

L01d

SOTL

€074

164

L8T

0%

9t

eSS

8CI

92D

0zd

814
LY

€11
[4%

61

LR
9k

0ETY

8C1S

41
€gTd

0gTy

8111

9TTA
STTH

€T7d
(42 %S

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3JTE

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 18

e Molecule 10: 30S ribosomal protein S10

—
. 5%

42%

52%

Chain AJ:

Sy
0
=

8y

08L

8.3

€LT

0LH

69L

894

S9K

[4:L

693

8GN

€91

674

PAZS

1018

660

e Molecule 11: 30S ribosomal protein S11

160
964
S6D

18T

9%

28%

62%

Chain AK:

PIIL

(4310

0071

864

STh

8CTYH

9TTH

e Molecule 12: 30S ribosomal protein S12

¥C1d

6TTN
8TTH

ST1d

23%

74%

Chain AL:

*

1214

61TA

P17Y
€11V

017Y

86A

w64

£8Y
T8I

© © o
~ ~ o
m ©n =1

w1

voL

194

LGT

SGA
Lt

[4:18

S¥%d
ja2!

LE

0ex

3

eey
[44:S

LTV

SN

€L

e Molecule 13: 30S ribosomal protein S13

25%

70%

o2
N
~

Chain AM:

ST1d

*

0TTY

¥0TL
£0TY

1014
0070

LS

TLY

691

199
994

oA

L84

Tvd

€1

LT
9TH
ST

{4a
Tes
0zL

LTI
9TA

CTH
T1a
01d

<10 e
H = =

e Molecule 14: 30S ribosomal protein S14

——
- 5%

28%

64%

Chain AN:

1€l

LTT

€T
(44}

0z

91T

€14

TIA

64

~
X

O

TOTH

e Molecule 15: 30S ribosomal protein S15

10%

89%

Chain AO:

1

LLY

TLy

8v)

o%h

9€1

LgA
9TH

TS

2Tl

e Molecule 16: 30S ribosomal protein S16

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe

EMDataBank

Unified Data Resource for J0EM



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

3JTE

Chain AP: 63% 34% "

I—¢ oo™ G T D O Qo g g sl:lﬁlﬁ-s-m-sls-: S .“E-I
H oK A MM oA o>>> " 5 ~ [ A H 0 4 o =] = = o E ] H o
e Molecule 17: 30S ribosomal protein S17
Chain AQ: 64% 30% 5%
[fs) 0 o omnd W N~ e © mmo o ™ OEN~ PN O HEmo — [ 0 ~

-'slam sslz g 2"; zlzml: ECE S8 :;I;:I;:'.
e Molecule 18: 30S ribosomal protein S18

. I
Chain AR: 63% 11% 27%

O O 0 N~ O

e Molecule 19: 30S ribosomal protein S19

. I
Chain AS: 58% 28% 14%

I11
T39
140
F41

- e O —EmO N~
® [re} 0 o N ™ M M
~ - [ EE - ~ o

e Molecule 20: 30S ribosomal protein S20

M44

|

149

A50
SusL

H52

N53

G54

|

P59

|

T63

|

M66
et

G68

|

G72

|

A75
P76

T77

Chain AT: 68% 30% N

® 0 o
= 5 <

e Molecule 21: 30S ribosomal protein S21

M27
A87

® » O ™ 0 © o H OO CJEEY ENO BN O Omm® F © <
NN ®m 3] o o ® < o 0 10 0 Q © O~ [ Rt
=@ B e o = H <= o = = =4 o= < @ i =

Chain AU: 49% 21% . 28%

e o omny muy 0 N~ © O Rl e ]
<+ =) - — - il o M m o o < < &
= = = pE| [~ (2] g om B> a, o B3

o Molecule 22: mRNA

. I
Chain AV: 30% 50% 20%

e Molecule 23: A-site Lysine tRNA Lysine

G16
A17
A19
A20
A21

Chain AW: 53% 36% % .

WO RLDWIDE

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3JTE

wwPDB/EMDataBank EM Map/Model Validation Summary Report

»
—
©

Page 20

o & ©
N~ ~
< O <

69Y
89D

99y

190

83y

€9

-
0
<

© o
<&
(S

©
<
©

(4414

-
<
<

8EV

ven
g€en

Tev

px4)

2D
44
344

-
p
(&

0 O
qul

e Molecule 24: P-site tRNA Aspartate

8%

26%

65%

Chain AX

oy

ozcn

E

819

e Molecule 25

me

te tRNA Vali

-S1

11%

37%

51%

© L0 w00
5] el ® @ ™
- © = - -

Chain AY:

-

%0

0 ©
<+
[ ]

-
<
<

(44}

0cH

23S ribosomal RNA

819

i

+

©
<

e Molecule 26

11%

32%

55%

Chain BA

76V

T6Y

)
1

68V

89

089

LD

€LY

S9N

T90

96V

3
i

4

6%V

<+ 10
..|IIII =2 |||.-
< o

©
)
<

LLTD
OLTV

TLI0

LOTY

09TV

94TV
9aTv

[4ia )

671V

i

£%10

0%10
6€10
8€TN
LETN
9€TH
SeIN

TETV

LTIV

9TTV
STTV

€TTH

0z10

13334

801D
L0OTD

Y01V
€01V

869

Sev

(44

98CV

i34 4
082ZH

8%ZH
L%2H
9%2d

15744

13444

LTTV
9Ty

1144

+

61TV
81V
L12Y

S1TH

¥12D

0120

0TV

voTy
€02V

0020

LBTY

S6TV

161V
06TV

S8TH
%810

8TV

6.10

Tsev

8veV
LYEV
oveV
Shev
Yhey

THEV

SEED

CTEEV

62D

1zen

L0€D

00€V
662V

162D
9620

162D
0620

S82TH

[4:14)
182D

9.lzn

3

TLTD

6920

992H

PA4A

EYPY
(4474

6EVY

(4541

0E%Y
(1444
8THY

i

3444
(444§

e

452

S0%N

{44}

96€D

T6€Y

78EY

T8eV

6.€D

3

€LEN
CTLED

0LED

89€V

9Tsev
{4444
818D
STSY
%1
€19V

0190
608D

LOSY

Tosv
T0SY
008D

L6%Y
4344
169D
06%D

£8%V

i

8L%Y
LLYY

SL¥D

3

LYY
(A4

+

£9%D

09%V
6370

0S%D
67%V

P19V

+

3

609V
809V

S09D

209V

009D

1

9690
630

T6SY

06SY
6830

H

78890

8.9D

958V

pgsn

%90
£%9D

Tvav

8ESY

Gesd
besn

T€SD

62SY

S69D

£69Y
2690

689Y

98901

1

289D

LL9V
9.9V
SLoV
.99
€490

1

0890

L%9D

POV
£PoV

I
I

9€9D
S€9D
YE9D

629D

9TV
oV
029D
619D

919V

#
+

9LLD
SLLD

TLLD

Ll

TOLY

9GLY

€GLY
TSLY

6%.LY

0%LD
6ELY

SELY
PELY

6T.LD

0z.L0

+

8TLY
LTLD
9TLY
STLY

90LY
SOLY

669V

606V

9060
S06Y

668Y

1680

1

268V

998V

To8Y

848D

TS8D

678V

9780

v€8D

ze8N

0€8D
628V
8z8n
T80

ST8yY

34334
0Z8Y

+

S180

€180

080
9080

708V

008Y

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3JTE

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 21

896N

€G66D

6%6D
8¥%60
LY6Y
9%60
SY6Y

£Y6V

8E6D
LEGD
9E6Y

£E6Y
ze6N

8T6Y

926D
ST6V

€26D
260

0Z6Y

816V

ST60
716D

F

9G0TH

Y801V

0S0TY

8Y0TV
LY0TD

8€0TH

YEOTH
€€0TN
CEOTY

0€0TD
6201V

LTOTY
920TH

2TO0TH

0Z0TY

Y101V
€1010

8001V
L00TD

TOOTV

S660

066Y

9STTV
SSTTV
YSTID
€GT1D

LYTTY

44234

THITV
15299

9ETTH

SETTO
YETTY

TETTD

6211V

+

LTTTY

STTID

CIT1D

L

LOTTD
90T1H
S0TTA

€0TTY

I

L6070

S60TY
76070

26010

980TV
980TV
v80TY

28070

080TV

8L070

9L01D

84TTIN
LSTTO
9GTTD
SSTIn

2GTTH

LYTTV

j424911

ﬂ¢mﬂ<
8ETTD
LETTY

0ETTY

25411
€1TTY
(434 1]

901D
S0TTY

20TTd
10210

66170

S6TTD
ve1TY

T611D
06T1D
6811V
88110
L8T1D
98119

28TID
8110
08110
6.11D

LLTTD

S9TTY

66CTD

962TH

v6TTIN

L8TTY
98TTY
S8TTY
»8TTY

9.TTY
S.LTTY
YLTTY

TLTTD

69CTY
89CTY

S9TTY

(47441

6GTTD

0S¥TD

F

TEVTY

8CHTO
LTHTY

i

B
3

ETPTY

a3
+

v6ETN
E€6ETY
TBETY
T6ETN

3
1

98ETD
G8ETY

08€TD
6LETN

9LETD
ELETY
89€TD
LOETY
99ETY

Y9ETD
€9€TD

6SETY

GSETD

€GETY

LYETY

€9910

0987

988710

€961V

CSaTv
TSSTY

6%9TV
8YaTV

SYATV
vPaTY
£%91D
LESTD
9ESTD

€ESGTD
CTESTY

STaTv

(4413

91GTH

01GTH

80GTV

SOSTV

€0GTV
COSTV

9671V
S6%TV

6710

0671V

[4:32%)

8L¥1D
LLTTY

8GH 1N

ESPTV

TPOTV
0791V

F

9€910
SEOTV
YEITY

(43214

09TV

9Z9TV

8191V

ST9T0

€19TD

6097V
80971V
L0970

10919

S6SGTD

68TV

T6STV
06STV

98GTV
S8GTD
¥891N

284T1)
18919
08GTV

L

TLATY
TLSTV

89GTH

%9810

¥L919

TLITY

6991V

99971H
S99TV

13

29910
63991H
G891V

v991Y
£3891H

19919
0897V

87910
L9910
999710

L
e

0T8TV

L08TH

S08TY

€081V

00810

86.10
LBLTD
96.10

Y6LIV

|

06470

88410
L8LTY
98LTY

E€8LTY
[4: 74N

6LL10

3

TLLIV

Y9L1ID

+

13

CTOLTY

6SLTY
8S.L10

SGLTY
PGLIY

67LTV

OYLIV

6ELTY
8ELTD

SELTY

CTELTD

9161V

0T6TD
60610

9061H

Y061D
€061D
20610

0067V

|

0681V
6881V

9881V

LL8TY

v.810

€819

04810

L981H
9981V

9810

ya81v
€481V

€€8T0

F

8281H

9T8TH

T8IV

81810

L18TD
91810

€100V
102D
TT0C0
0T0ZD
600CY

S00TY

€002V
2002d

3
E

L66TD
96610

6610
£6610
T66TD
T6610

L86TY

86TV

8L6TY
LLETY

TLETD
TLETA

6961V

L9610
9961V

29610

SS6T0

€G6TY
2S6TY

€%610

6E€6TN
8E6TY

16020
0602V

880CY

80Ty

6,020

LL0TY

TL0TH

0.L0TY
6902D

£902D

650CY
8G0CY

it

9602H
49602D
80Ty

[4:(14 )
TS0V

6%0TD

€%020
(44441

0%02D
6£020

LEOTY

6202D

£€20TD
20T

610CY

ST0TY

0672D
68120

81Ty

z81zn
18120

9.L1Ty

%9120

912D

b

LS1TD

varey

08720

[44%4

8C1TH
LT1TD

81120

9112H

1120
01129

L07TH
9072

ToTCV

I

S.2TTH
vLTTY

TL2TH
0,22V

L9gTy

L

[4s1441)

86TTD

46zTd

082TH

L%TTY
9%TTH

£¥czn

15744
0¥%cen
6€TTH
8€TTH

vETTH

€ecen

TETTD

Lgeey

9TTTH

£€2TTH

L12TH
912TH

v122D

(144
v0TTd

44

6120

26120
1612V

639€TO
88€TY

SSETH

TSETY

omm-nuu
LYETD
9veTY
SYETH

e£veen

oveTy

3

Seecy
veen

1=} 4
0 1
a
8282V SA: %
L2ETY Dn 1
a a
= z
3 H
=
<, t=]
wﬂwn
91€2DH
»1ETY
£1£20

70€TH
€0€TH

¥62Cd
£62TH
c6zen
16220

982TH
S82TO
v8TTY
£8TTO

82TV
082TH
6.TTH



3JTE

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 22

vevTY
eeVTY
[4544
TEYTN

62%CH
82%TH

£cven

61%2N

wﬂ“uq
lasz4)
1215741
0T%2H

80%2N

9LETY
SLETH
vLETO
€L€TH

3

89€TD

99€TY

TOETH

TESTV

625TH
8cSTN

9TS8TH

€2S8TH

918CY

S8%TH

8¥%Ty

-

TLYCY

89%cy

G241

£5%TY

T29TH
819TD
S1920n
jatia)
€1920
60920

0920

0092V

S6STH
76920

06STY
689CY

88Ty

188¢H

6.92D

L.8TY
9,829

13

L9STH

S98Ty
voscy

09sTy

vagen

0882H

8%32N

TSy

8ESTH
LgSTn
9ESTH
SESTD
veascy

9TLTD
eren |
PTLTD
|
TT.2V
Lorzed |
60429
|
90.L2Y
S0.LTy

oomuq
692D
16920
06920
68920
889TD
hmmwb
89TV
0892n
mn“««
mhmu<
0.L9¢y

q99gy

2992y

0992Y

85920
LS9TY

paoTy

%920

S%92D

2%92d
T%92H

mmmuq
9€92D
QEe9TY
vESTY

TEITY

0€9TD
mumub
%29TH
€292D

96.20

T6.LTY
162D

13

68.20
88.20
L8.20

T8.LTH
18.TY

-
L

9LLTY

TLLTD
TLLTD

99,2V

#
+

T9.LTY

88,2V

£8.2V

1929
08.Lzv
5i2k4

TvLTH
LTV
0.2V

8ELTY

9E LTV

YELTY

H
L

8z.lzn
Lgley

668CV
868N

£68CV

£88CY
[4:3:14)

08820

¥.820

898V
L98TH

L982TH
988TV

1982V
088cY

9%8TH
Sv8cN

0%820

8€8TH

SE8TY

628CY
828TH
.2820
928TY

114:141

6182H

v182Y
€182V

078V

£0620

)

5S ribosomal RNA

e Molecule 27

o
57%

11%

30%

.I.o.l.,,l
~ ~
o <

Chain BB

08N

68V
88V

{44

6%0
8N
L%D
eid
i

[
S
O

T¥D

6EY

beEY

0€D

820
Lgd

3

€cH

e o
- o
©w D =

80

61TV

L11D
911D

%110

3

80TV

0TV

T0TY
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e Molecule 31: 50S ribosomal protein L5
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e Molecule 33: 50S ribosomal protein L9
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e Molecule 38: 50S ribosomal protein L16
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e Molecule 40: 50S ribosomal protein L18
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e Molecule 47: 50S ribosomal protein L25
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e Molecule 49: 50S ribosomal protein 1.28
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4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used 85393 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor

CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e‘/AQ) 4 Depositor
Minimum defocus (nm) 700 Depositor
Maximum defocus (nm) 1200 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: 5MU,
U8U, TMG, ERY, PSU, 2MA, 6MZ, 3AU, 4SU, T6A, QUO, CMO0

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 | p\ (g7 #é\ >2 RMSZ #é\ >2

I | AA | 220 | 1353/36965 (3.7%) | 3.39 | 4664/57662 (8.1%)
10 | AJ | 031 0/796 0.53 0/1077

11 | AK | 0.5 0/893 0.44 0/1205

12 | AL | 0.25 0/969 0.45 0/1300

13 | AM | 027 0/892 0.49 0/1193

14 | AN | 0.4 0/785 0.42 0/1043

15 | AO | 0.28 0/718 0.45 0/959

16 | AP | 0.26 0/659 0.44 0/884

17 | AQ | 0.26 0/657 0.49 0/881

18 | AR | 027 0/462 0.44 0/621

19 | AS | 0.26 0/652 0.43 0/877

2 | AB | 030 0/1735 0.49 0/2338

20 | AT | 0.25 0/671 0.43 0/888

21 | AU | 0.25 0/430 0.50 0/570

22 | AV | 3.36 21/245 (8.6%) 5.13 727330 (18.9%)

23 | AW | 2.30 58,1569 (3.7%) 3.39 201,/2437 (8.2%)
24 | AX | 2.07 18 /1668 (2.9%) 2.69 139,/2593 (5.4%)
25 | AY | 197 44/1554 (2-8%) 3.05 157/2416 (6.5%)
26 | BA | 2.25 | 2626/69659 (3.8%) | 3.46 | 9154/108672 (3.4%)
27 | BB | 1.94 79/2828 (2.8%) 3.00 278,/4410 (6.3%)

28 BC 0.25 0/2121 0.45 0/2852
29 BD 0.27 0/1586 0.45 0/2134
3 AC 0.25 0/1651 0.44 0/2225
30 BE 0.27 0/1571 0.45 0/2113
31 BF 0.30 0/1434 0.47 0/1926
32 BG 0.27 0/1343 0.44 0/1816
33 BH 0.29 0/364 0.52 0/490
34 BI 0.28 0/1046 0.49 0/1410
35 BJ 0.27 0/1152 0.44 0/1551
36 BK 0.26 0/947 0.46 0/1268
37 BL 0.24 0/1054 0.44 0/1403

38 BM 0.26 0/1093 0.43 0/1460
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. Bond lengths Bond angles

Mol | Chain | g7 42| >2 RMSZ 42| >2
39 BN 0.25 0/973 0.43 0/1301
4 AD 0.27 0/1665 0.47 0/2227
40 BO 0.25 0/902 0.40 0/1209
41 BP 0.24 0/929 0.43 0/1242
42 BQ 0.24 0/960 0.38 0/1278
43 BR 0.25 0/829 0.43 0/1107
44 BS 0.29 0/864 0.48 0/1156
45 BT 0.23 0/744 0.43 0/994
46 BU 0.28 0/787 0.45 0/1051
47 BV 0.27 0/766 0.44 0/1025
48 BW 0.25 0/576 0.39 0/762
49 BX 0.23 0/635 0.39 0/848
5) AE 0.24 0/1118 0.46 0/1504
50 BY 0.22 0/510 0.38 0/677
51 BZ 0.23 0/453 0.44 0/605
52 BO 0.27 0/450 0.44 0/599
53 B1 0.24 0/416 0.43 0/554
54 B2 0.20 0/380 0.37 0/498
55 B3 0.22 0/513 0.41 0/676
56 B4 0.23 0/303 0.39 0/397
a7 B5 0.36 0/74 0.59 0/98
6 AF 0.25 0/835 0.46 0/1128
7 AG 0.25 0/1195 0.42 0/1602
8 AH 0.27 0/989 0.45 0/1326
9 Al 0.28 0/1034 0.48 0/1375
All | ANl | 1.89 | 4229/159069 (2.7%) | 2.07 | 14665/238293 (6.2%)

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
29 BD 0 1

The worst 5 of 4229 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
24 AX 20 U C5-C6 | 23.31 1.55 1.34
23 AW 20 U C5-C6 | 23.29 1.55 1.34
24 AX 16 U C5-C6 | 23.26 1.55 1.34
24 AX 19 U C5-C6 | 23.18 1.55 1.34

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

26 BA 454 A C6-N6 | 17.20 1.47 1.33
The worst 5 of 14665 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
26 BA 278 A C2-N3-C4 | 20.42 120.81 110.60
1 AA 983 A C2-N3-C4 | 20.30 120.75 110.60
26 BA 2114 A C2-N3-C4 | 20.19 120.70 110.60
26 BA 514 A C2-N3-C4 | 19.99 120.60 110.60
26 BA 2451 A N1-C6-N6 | -19.89 106.67 118.60

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol

Chain

Res

Type

Group

29

BD

151

THR

Peptide

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 AA 33015 0 16618 253 0
2 AB 1704 0 1732 31 0
3 AC 1624 0 1696 37 0
4 AD 1643 0 1707 74 0
3 AE 1105 0 1148 24 0
6 AF 817 0 808 12 0
7 AG 1181 0 1238 21 0
8 AH 979 0 1031 18 0
9 Al 1022 0 1070 25 0
10 Al 786 0 828 32 0
11 AK 877 0 887 25 0
12 AL 955 0 1016 20 0
13 AM 883 0 941 22 0
14 AN 774 0 824 26 0
15 AO 710 0 728 7 0
16 AP 649 0 666 22 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
17 AQ 648 0 691 17 0
18 AR 455 0 478 7 0
19 AS 637 0 665 15 0
20 AT 665 0 714 18 0
21 AU 425 0 449 7 0
22 AV 218 0 109 3 0
23 AW 1593 0 820 8 0
24 AX 1656 0 849 10 0
25 AY 1525 0 780 11 0
26 BA 62195 0 31280 430 0
27 BB 2529 0 1281 22 0
28 BC 2082 0 2154 53 0
29 BD 1565 0 1616 40 0
30 BE 1552 0 1619 32 0
31 BF 1410 0 1444 23 0
32 BG 1323 0 1371 27 0
33 BH 359 0 381 13 0
34 BI 1032 0 1085 26 0
35 BJ 1129 0 1162 22 0
36 BK 938 0 1012 26 0
37 BL 1045 0 1117 26 0
38 BM 1074 0 1157 25 0
39 BN 960 0 1000 29 0
40 BO 892 0 923 21 0
41 BP 917 0 962 22 0
42 BQ 947 0 1019 11 0
43 BR 816 0 839 15 0
44 BS 857 0 922 13 0
45 BT 738 0 807 14 0
46 BU 779 0 831 23 0
47 BV 753 0 780 9 0
48 BW 569 0 081 15 0
49 BX 625 0 652 13 0
20 BY 209 0 043 8 0
51 BZ 449 0 488 10 0
52 BO 444 0 458 8 0
53 B1 409 0 440 12 0
o4 B2 377 0 418 7 0
Hh) B3 504 0 072 15 0
26 B4 302 0 343 8 0
a7 B5 74 0 74 23 0
o8 AW 9 0 12 3 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
29 BA ol 0 67 12 0
All All 146760 0 97903 1470 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 6.

The worst 5 of 1470 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)
59:BA:9000:ERY:C27 | 57:B5:-2:ASN:ND2 2.18 1.07
59:BA:9000:ERY:H271 | 57:B5:-2: ASN:HD21 1.13 1.06
59:BA:9000:ERY:H271 | 57:B5:-2:ASN:ND2 1.74 1.01
59:BA:9000:ERY:C27 | 57:B5:-2:ASN:HD21 1.72 0.98
58:AW:101:LYS:N 24:AX:76:A:HO2’ 1.69 0.91

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
2 AB 216/240 (90%) 190 (88%) | 19 (9%) 7 (3%) 38
3 AC 204/233 (88%) 180 (88%) | 20 (10%) | 4 (2%) 49
4 AD 203/206 (98%) 188 (93%) 8 (4%) 7 (3%) 38
5 AE 148/167 (89%) 124 (84%) | 17 (12%) | 7 (5%) 28
6 AF 98/135 (73%) 85 (87%) 8 (8%) 5 (5%) 26
7 AG 149/179 (83%) 140 (94%) 8 (5%) 1 (1%) 25 68
8 AH 127/130 (98%) 116 (91%) | 10 (8%) 1 (1%) 22 65
9 Al 125/130 (96%) 113 (90%) 6 (5%) 6 (5%) 21 27

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
10 Al 96,/103 (93%) 82 (85%) | 8(8%) | 6 (6%) 21
11 AK 115/129 (89%) 99 (86%) | 13 (11%) | 3 (3%) 6| 43
12 AL 121/124 (98%) 108 (89%) 6 (5%) 7 (6%)

13 AM 112/118 (95%) 104 (93%) 7 (6%) 1 (1%)
14 AN 92/101 (91%) 79 (86%) 8 (9%) 5 (5%)
15 AO 86,/89 (97%) 79 (92%) 7 (8%) 0

16 AP 80/82 (98%) 67 (84%) | 11 (14%) | 2 (2%)
17 AQ 78/84 (93%) 64 (82%) | 11 (14%) | 3 (4%)
18 AR 53/75 (71%) 51 (96%) 2 (4%) 0

19 AS 77/92 (84%) 71 (92%) 5 (6%) 1 (1%)
20 AT 83/87 (95%) 76 (92%) 4 (5%) 3 (4%)
21 AU 49/71 (69%) 36 (74%) 8 (16%) | 5 (10%)
28 BC 269/273 (98%) 247 (92%) | 16 (6%) 6 (2%)
29 BD 207/209 (99%) 190 (92%) | 15 (%) 2 (1%)
30 BE 199/201 (99%) 188 (94%) 9 (4%) 2 (1%)
31 BF 175/179 (98%) 154 (88%) | 16 (9%) 5 (3%)
32 BG 174/177 (98%) 161 (92%) | 10 (6%) 3 (2%)
33 BH 45/149 (30%) 37 (82%) 4 (9%) 4 (9%)
34 BI 139/142 (98%) 116 (84%) | 15 (11%) | 8 (6%)
35 BJ 140/142 (99%) 131 (94%) 8 (6%) 1 (1%)
36 BK 120/123 (98%) 106 (88%) 9 (8%) 5 (4%)
37 BL 141/144 (98%) 117 (83%) | 16 (11%) | 8 (6%)
38 BM 134/136 (98%) 124 (92%) 7 (5%) 3 (2%)
39 BN 118/127 (93%) 104 (88%) 9 (8%) 5 (4%)
40 BO 114/117 (97%) 104 (91%) 7 (6%) 3 (3%)
41 BP 112/115 (97%) 105 (94%) 5 (4%) 2 (2%)
42 BQ 115/118 (98%) 113 (98%) 2 (2%) 0

43 BR 101/103 (98%) 91 (90%) 6 (6%) 4 (4%)
44 BS 108/110 (98%) 97 (90%) 9 (8%) 2 (2%)
45 BT 91/100 (91%) 80 (88%) 9 (10%) 2 (2%)
46 BU 100/104 (96%) 82 (82%) | 13 (13%) | 5 (5%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
47 | BV 02/94 (98%) | 87 (95%) | 5 (5%) 0 100 ] [100]
48 | BW | 73/85 (86%) | 69 (94%) | 4 (6%) 0 [100] [ 200}
19 | BX 75/78 (96%) | 73 (97%) | 2 (3%) 0 100 [100]
50 BY 61/63 (97%) 56 (92%) | 5 (8%) 0 |
51 BZ 56/59 (95%) 54 (96%) | 1(2%) | 1 (2%)

52 BO 54/57 (95%) 52 (96%) | 2 (4%) 0
53 B1 48/55 (87%) 45 (94%) | 2 (4%) | 1 (2%)
54 B2 44/46 (96%) 41 (93%) | 2 (4%) | 1(2%)
55 B3 62/65 (95%) 57 (92%) | 5 (8%) 0
56 B4 36/38 (95%) 32 (89%) | 4 (11%) 0
57 B5 7/9 (78%) 3(43%) | 3(43%) | 1 (14%)
All | ALl | 5522/5993 (92%) | 4968 (90%) | 406 (7%) | 148 (3%)

5 of 148 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
5t AE 105 ILE
9 Al 55 VAL
11 AK 127 ARG
12 AL 23 ALA
17 AQ 17 MET

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.

Percentiles

Mol | Chain Analysed Rotameric | Outliers
2 AB 180/198 (91%) 180 (100%) 0
3 AC 170/190 (90%) 170 (100%) 0
4 AD 172/173 (99%) 172 (100%) 0
5t AE 113/126 (90%) 113 (100%) 0
6 AF 87/116 (75%) 87 (100%) 0

Continued on next page...
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
7 AG 124/147 (84%) 124 (100%) 0
8 AH 104/105 (99%) 104 (100%) 0
9 Al 105/107 (98%) 105 (100%) 0
10 Al 86,/90 (96%) 6 (100%) 0
11 AK 90/99 (91%) 0 (100%) 0
12 AL 103/104 (99%) 103 (100%) 0
13 AM 92/96 (96%) 92 (100%) 0
14 AN 79/84 (94%) 79 (100%) 0
15 AO 75/77 (97%) 75 (100%) 0
16 AP 65/65 (100%) 65 (100%) 0
17 AQ 74/78 (95%) 74 (100%) 0
18 AR 48 /65 (74%) 48 (100%) 0
19 AS 70/79 (89%) 70 (100%) 0
20 AT 65/66 (98%) 65 (100%) 0
21 AU 44/61 (72%) 44 (100%) 0
28 BC 216/218 (99%) 216 (100%) 0
29 BD 164/164 (100%) | 164 (100%) 0
30 BE 165/165 (100%) | 165 (100%) 0
31 BF 148/150 (99%) 148 (100%) 0
32 BG 137/138 (99%) 137 (100%) 0
33 BH 38/114 (33%) 8 (100%) 0
34 BI 109/110 (99%) 109 (100%) 0
35 BJ 116/116 (100%) | 116 (100%) 0
36 BK 103/104 (99%) 103 (100%) 0
37 BL 102/103 (99%) 102 (100%) 0
38 BM 109/109 (100%) | 109 (100%) 0
39 BN 100/103 (97%) 100 (100%) 0
40 BO 86,/87 (99%) 6 (100%) 0
41 BP 99/100 (99%) 9 (100%) 0
42 BQ 89/90 (99%) 9 (100%) 0
43 BR 84 /84 (100%) 4 (100%) 0

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
44 BS 93/93 (100%) (100%) 0
45 BT 80/84 (95%) 80 (100%) 0
46 BU 83/85 (98%) 83 (100%) 0
47 BV 78/78 (100%) 78 (100%) 0
48 BW 56/63 (89%) 56 (100%) 0
49 BX 67/68 (98%) 67 (100%) 0
20 BY 55/55 (100%) 55 (100%) 0
51 BZ 48 /49 (98%) 48 (100%) 0
52 BO 47/48 (98%) 47 (100%) 0
53 B1 45/49 (92%) 45 (100%) 0
54 B2 38/38 (100%) 38 (100%) 0
55 B3 51/52 (98%) 51 (100%) 0
56 B4 34/34 (100%) 34 (100%) 0
57 B5 8/8 (100%) 8 (100%) 0
All All 4594 /4885 (94%) | 4594 (100%) 0
There are no protein residues with a non-rotameric sidechain to report.
Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 53 such

sidechains are listed below:

Mol | Chain | Res | Type
29 BD 164 GLN
32 BG 116 GLN
50 BY 25 GLN
30 BE 41 GLN
30 BE 97 ASN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA 1537/1539 (99%) 218 (14%) 4 (0%)

22 AV 9/10 (90%) 0 0

23 AW 70/74 (94%) 3 (18%) 1 (1%)

24 AX 74/77 (96%) 6 (8%) 0

25 AY 67/71 (94%) 3 (19%) 1 (1%)

26 BA | 2895/2897 (99%) 425 (14%) 10 (0%)

Continued on next page...
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Mol | Chain Analysed Backbone Outliers | Pucker Outliers
27 BB 117/120 (97%) 3 (11%) 0
All All 4769/4788 (99%) 688 (14%) 16 (0%)

5 of 688 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 AA 5 U
1 AA 7 A
1 AA 8 A
1 AA 9 G
1 AA 32 A

5 of 16 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
26 BA 404 A
26 BA 479 A
26 BA 2146 C
26 BA 271 G
26 BA 2225 A

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

21 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).

Mol | Type | Chain | Res | Link Counts],3 Onléil\/llglzlgtijZ | > 2 CountsBorPlL(;/[ESiIZIgle#ZZ | > 2
23 | USU | AW | 34 |22,23]1524.25 | 158 | 1 (6%) | 18,3437 | 3.00 | 2 (11%)
23 | T6A | AW | 37 | 23 |243435| 1.20 | 3 (12%) | 23,4952 | 1.51 | 4 (17%)
23 | PSU | AW | 39 | 23 |16,21.22| 2.02 | 4(25%) | 20,30,33 | 5.13 | 7 (35%)
23 | MG | AW | 46 | 23 |20,2627 | 187 | 5 (25%) | 22,3942 | 1.72 | 3 (13%)
23 | 3AU | AW | 47 | 23 [13,2820| 1.28 | 2 (15%) | 13,40,43 | 0.58 0
23 | MU | AW | 54 | 23 | 14,2223 | 144 | 1(7%) | 16,3235 | 3.09 | 2 (12%)
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Mol | Type | Chain | Res | Link CountsB Onléil\/llglzlgtijZ | > 2 CountsBOIEI{(;/[ESiIZIgle%ZZ | > 2
93 | PSU | AW | 55 | 23 | 162122 | 2.04 | 4 (25%) | 20,30,33 | 5.14 | 8 (40%)
23 | 4SU | AW | 8 | 23 [142122| 1.60 | 3 (21%) | 15,30,33 | 243 | 2 (13%)
24 | QUO | AX | 34 | 2422283536 | 175 | 5 (17%) | 33,52,55 | 2.95 | 8 (24%)
24 | 2MA | AX | 37 | 24 | 182526 | 1.79 | 4 (22%) | 17,3740 | 111 | 1 (5%)
24 | TMG | AX | 46 | 24 [20,2627| 1.90 | 5 (25%) | 22,3942 | 1.71 | 3 (13%)
24 | MU | AX | 54 | 24 | 14,2223 | 144 | 1 (%) | 16,3235 | 3.08 | 2 (12%)
24 | PSU | AX | 55 | 24 | 162122 | 2.02 | 4 (25%) | 20,30,33 | 5.14 | 8 (40%)
24 | PSU | AX | 65 | 24 |16,21,22| 1.94 | 3 (18%) | 20,30,33 | 5.18 | 7 (35%)
24 | 4SU | AX | 8 | 24 |142122| 1.62 | 3(21%) | 15,30,33 | 2.44 | 2 (13%)
25 | CMO | AY | 34 | 25 | 16,2627 | 1.63 | 1(6%) | 14,37,40 | 2.80 | 2 (14%)
25 | 6MZ | AY | 37 | 25 |18,25.26| 131 | 4 (22%) | 16,36,39 | 1.02 | 1 (6%)
95 | TMG | AY | 46 | 25 |20,2627 | 1.88 | 5(25%) | 22,3942 | 174 | 3 (13%)
25 | 5MU | AY | 54 | 25 |14,2223| 144 | 1(7%) | 16,32,35 | 3.09 | 2 (12%)
25 | PSU | AY | 55 | 25 | 162122 | 1.99 | 4 (25%) | 20,30,33 | 5.12 | 8 (40%)
25 | 4SU | AY | 8 | 25 |142122| 160 | 3 (21%) | 15,30,33 | 242 | 2 (13%)

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.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
23 UsU AW 34 | 22,23 - 0/5/28/29 | 0/2/2/2
23 T6A AW 37 23 - 0/15/41/42 | 0/3/3/3
23 PSU AW 39 23 - 0/7/25/26 | 0/2/2/2
23 | TMG AW 46 23 - 0/7/37/38 | 0/3/3/3
23 3AU AW A7 23 - 0/8/34/35 | 0/2/2/2
23 | 5MU AW 54 23 - 0/3/25/26 | 0/2/2/2
23 PSU AW 55 23 - 0/7/25/26 | 0/2/2/2
23 45U AW 8 23 - 0/3/25/26 | 0/2/2/2
24 | QUO AX 34 | 24,22 - 0/6/43/44 | 0/4/4/4
24 | 2MA AX 37 24 - 0/3/25/26 | 0/3/3/3
24 | TMG AX 46 24 - 0/7/37/38 |0/3/3/3
24 | bMU AX 54 24 - 0/3/25/26 | 0/2/2/2
24 | PSU AX 55 24 - 0/7/25/26 | 0/2/2/2
24 | PSU AX 65 24 - 0/7/25/26 | 0/2/2/2
24 45U AX 8 24 - 0/3/25/26 | 0/2/2/2
25 | CMO AY 34 25 - 0/6/30/31 | 0/2/2/2
25 | 6MZ AY 37 25 - 0/5/27/28 | 0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
25 | TMG AY 46 25 0/7/37/38 | 0/3/3/3
25 | 5MU AY 54 25 0/3/25/26 | 0/2/2/2
25 PSU AY 55 25 0/7/25/26 | 0/2/2/2
25 4SU AY 8 25 0/3/25/26 | 0/2/2/2

The worst 5 of 66 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
23 AW b} PSU | C5-C17 | -2.80 1.49 1.52
24 AX 8 4SU C4-S4 | -2.73 1.62 1.67
23 AW 8 45U C4-54 | -2.71 1.62 1.67
25 AY 8 45U C4-S4 | -2.67 1.62 1.67
23 AW 39 PSU | C5-C17 | -2.67 1.49 1.52

The worst 5 of 77 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
24 AX b} PSU | N1-C2-N3 | -15.28 117.41 128.40
24 AX 65 PSU | N1-C2-N3 | -15.25 117.43 128.40
23 AW 39 PSU | N1-C2-N3 | -15.24 117.44 128.40
25 AY 95 PSU | N1-C2-N3 | -15.23 117.45 128.40
23 AW 95 PSU | N1-C2-N3 | -15.22 117.45 128.40

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

3 monomers are involved in 3 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
23 AW 34 | USU 1 0
25 AY 34 | CMO 1 0
25 AY 55 | PSU 1 0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.
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5.6 Ligand geometry (i)

2 ligands are modelled in this entry.

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

Mol | Type | Chain | Res | Link Bond lengths Bond angles

Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2

o8 LYS AW 101 23 8,8,9 1.33 1 (12%) 2,8,10 1.62 1 (20%)

59 | ERY | BA |9000| - [535353| 1.14 | 6 (11%) | 82,8282 | 1.65 | 22 (26%)

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
58 LYS AW 101 23 - 0/5/7/9 0/0/0/0
59 | ERY BA | 9000 - - 0/72/107/107 | 0/3/3/3

The worst 5 of 7 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
29 BA 9000 | ERY | 09-C26 | -2.86 1.39 1.44
29 BA 9000 | ERY | O13-C12 | -2.84 1.39 1.44
29 BA 9000 | ERY | 0O10-C6 | -2.55 1.40 1.44
29 BA 9000 | ERY | 02-C13 | -2.43 1.42 1.46
29 BA 9000 | ERY | C23-C24 | 2.02 1.58 1.53

The worst 5 of 23 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
29 BA 9000 | ERY | C34-C10-C11 | -3.86 109.62 114.51
29 BA 9000 | ERY | C36-C13-C12 | -3.76 107.79 115.15
29 BA 9000 | ERY | C12-C11-C10 | -3.20 112.18 116.44
29 BA 9000 | ERY | C16-C15-C14 | -2.99 109.66 115.08
29 BA 9000 | ERY | C20-O5-C16 | -2.93 111.25 117.63

There are no chirality outliers.
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There are no torsion outliers.
There are no ring outliers.

2 monomers are involved in 15 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
58 AW 101 | LYS 3 0
59 BA | 9000 | ERY 12 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 AA 1
23 AW 1
25 AY 1
26 BA 1

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 BA 885:C 03’ 892:A P 13.72
1 AW 15:G 03’ 18:G P 9.77
1 AY 15:G 03’ 18:G P 6.82
1 AA 99:C 03 100:G P 4.17
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