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PDB ID : 5EL6 / pdb_00005el6
Title : Structure of T. thermophilus 70S ribosome complex with mRNA and tRNALys
in the A-site with a U-U mismatch in the first position and antibiotic paro-
momycin
Authors : Rozov, A.; Demeshkina, N.; Khusainov, I.; Yusupov, M.; Yusupova, G.
Deposited on  : 2015-11-04
Resolution : 3.10 A(reported)

This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http: //www.wwpdb.org/validation /2017 /FAQs# types.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4-5-2 with Phenix2.0
Mogul : 2022.3.0, CSD as543be (2022)
Xtriage (Phenix) : 2.0
EDS : 3.0
Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics :  20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.10 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in

the following graphic. The table shows the number of entries on which the scores are based.
Metric Percentile Ranks Value
Rfrec I [—— .253

. 2|

I 7%

o — .59

I | 4%

RNA backbone NN I .37

Worse Better

Clashscore
Ramachandran outliers
Sidechain outliers NN
RSRZ outliers [N

I Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution

(#Entries) (#Entries, resolution range(A))

Riree 180053 1456 (3.10-3.10)

Clashscore 190562 1539 (3.10-3.10)

Ramachandran outliers 187476 1467 (3.10-3.10)

Sidechain outliers 187428 1467 (3.10-3.10)

RSRZ outliers 180081 1456 (3.10-3.10)

RNA backbone 3983 1022 (3.32-2.88)

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

Mol | Chain | Length Quality of chain
1 13 1522 35% 47% 16%
1 1G 1522 32% 50% 17%
2 12 256 L 35% 43% S

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

Mol | Chain | Length Quality of chain

%

2 1E 256 . 38% 48% 5% 10%
%

3 22 239 = 39% 43% 18%

3 2E 239 49% 36% 14%
3%

4 32 209 - 39% 57% o

4 3E 209 46% 50% o
%

5 42 162 40% 51% 9%
%

5 4FE 162 = 46% 44% T
%

6 52 101 64% 36%
3%

6 5E 101 56% 43% R
3%

7 62 156 - 48% 40% 12%
%

7 6E 156 58% 40% .

8 72 138 49% 50% =
%

8 TE 138 : 49% 50% .
%

9 82 128 34% 59% 5%

9 SE 128 43% 55% o
3%

10 1A 105 - 34% 42% 24%
%

10 11 105 48% 38% T 7
%

11 2A 129 = 53% 33% PR V17
%

11 21 129 48% 37% e

10%

12 3A 132 48% 42% %
3%

12 31 132 | ™ m— 1% ———
%

13 4A 126 32% 54% PR V17
%

13 AT 126 | ™ — 55% ——
5%

14 5A 61 38% 54% 5% .

14 51 61 57% 34% 7%

Continued on next page...
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Mol | Chain | Length Quality of chain
15 6A 89 54% 44% .
15 61 89 48% 48% o
16 TA 88 55% 41% 5%
%
16 71 88 : 50% 44% 6%
%
17 SA 105 . 53% 41% 6%
%
17 &1 105 : 50% 45% 5%
3%
18 9A 88 - 50% 26% 24%
%
18 91 88 = 43% 34% 23%
4%
19 AA 93 28% 34% 33%
%
19 Al 93 . 41% 44% e L7
20 BA 106 49% 42% 7
%
20 BI 06 | o T —
21 1B 27 30% 52% e
21 1F 27 26% 59% B L7
3%
22 1K 76 16% 34% 9%
5%
22 1L 76 12% 26% ra—
23 2K 77 35% 51% 14%
23 2L 77 29% 52% w5
8%
24 3K 76 ﬁ_ 36% 53%
3%
_
24 3L 76 21% 50% 29%
15%
25 4K 27 15% 15% 26%
25 41, 27 BT 26% 26% 33%
26 14 2912 37% 45% 16%
26 1H 2912 36% 45% 16%
27 16 122 45% 46% 8%
Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

%

27 1J 122 . 26% 20%

28 71 229 42%

28 79 229 8% 17%
%

29 11 276 | ® = o -
3%

29 19 276 | S = —

30 21 206 46% 45% 7%
%

30 29 206 : 39% 52% 6% o
%

31 31 210 50% 44% e
%

31 39 210 | ® — o e
%

32 41 182 | " e 54% e
%

32 49 182 42% 55% w
3%

33 51 180 | ™ " 36 ——
%

33 59 180 13% 22% 62%
%

34 61 148 47% 51% =
5%

34 69 148 49% 44% 5% .
%

35 15 4o | ® = So% =
3%

35 58 40 | ™ = o m—

36 25 122 59% 40% .
3%

36 68 122 | ™ — — :
3%

37 35 150 43% 49% 6% =+
%

37 | 78 150 | * = a6% T

9%

38 45 141 39% 54% o
%

38 88 141 = 53% 42% 5%

39 55 118 40% 58% -

39 98 118 47% 49% o

Continued on next page...
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Mol | Chain | Length Quality of chain

%

40 65 12 | " — == —

40 AR 112 46% 53% -
5%

41 75 146 48% 42% 9%
%

41 B8 146 = 46% 42% 10%
%

42 85 s | " = o —
%

42 C8 118 55% 38% e
5%

43 95 101 49% 43% 7% -
5%

43 D8 101 50% 42% 6% -

44 A5 113 60% 38% .
%

44 | ES 113 | ™ o = :
3%

45 B5 96 - 59% 34% B
%

45 F8 96 : 56% 42% -

14%

46 C5 110 38% 47% % 5%
5%

46 G 110 47% 41% “5% & 5%
%

47 D5 206 20% 41% 36%

47 HS 206 40% 39% e b 7o
%

48 E5 85 . 51% 39% T/
%

48 I8 85 . 52% 38% i
6%

49 F5 98 48% 44% B

49 J8 98 61% 35% -
%

50 G5 72 : 46% 43% 6% 6%

50 K8 72 49% 38% % 6%

51 H5 60 70% 27% =

51 L8 60 70% 27% =

52 M8 71 21% 39% 34%

Continued on next page...
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Mol | Chain | Length Quality of chain
53 J5 60 53% 38% 1%
53 N8 60 43% 35% 20%
3%
54 L5 49 55% 41% =
54 P8 49 47% 47% -
%
55 M5 65 = 51% 40% 8% -
55 Q8 65 45% 40% 12%

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

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG 13 1702 - - - X
56 MG 14 3039 - - - X
56 MG 14 3287 - - - X
56 MG 1H 3052 - - - X
56 MG 1H 3291 - - - X
58 SF4 32 301 - - X -
58 SF4 3E 302 - - X -
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2 Entry composition (i)

There are 60 unique types of molecules in this entry. The entry contains 294257 atoms, of which

0 are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, 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 rRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L 13 1496 3T201t5a; 14(3313 591\(150 10288 15;6 0 0 0
L] 16 507 | il 1ais Gobd 10463 1506 0 0 0
e Molecule 2 is a protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| IE B0 neo s w6 s 0 0 0
2| 12 20 o s w08 g 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 2K 205 ?28351 1(?11 311]3 220 ? 0 0 0
3 22 196 Tl‘gil 9C7]5 215318 227 ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 3k 201 3(()5;&81 10C64 31§8 2(839 § 0 0 0
4 32 208 ?;E)Zl 10%6 31§9 280 g 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 4B 149 1142 722 216 200 4 0 0 0
Total C N O S
5 42 148 1134 718 215 197 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 o 100 837 528 154 152 3 0 0 0
Total C N O S
6 62 101 842 531 155 153 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 OF 154 1242 770 250 216 6 0 0 0
Total C N O S
7 62 138 1110 689 221 194 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | B 138 1115 705 215 192 3 0 0 0
Total C N O S
8 2 137 1107 700 214 191 2 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
) 8 126 1000 634 196 170 0 0
Total C N O
9| 8 121 953 605 186 162 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 11 9N 734 459 144 130 1 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 1A 80 qéioig 1 433 11;9 1(1)4 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T HIEEEE
1 2A 113 T80?f§ 1 5(210 115\16 1(5)6 2 0 0 0

e Molecule 12 is a protein called 30S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 31 122 1;)0;2 1 6%3 115\)13 1(539 ? 0 0 0
12 3A 122 gof)tg 1 6%3 115\)13 1(5)9 ? 0 0 0

e Molecule 13 is a protein called 30S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 4l 119 goi;l 5(832 115\914 1(34 52; 0 0 0
13 4A = 1;30;; l 5(532 123 1(5)6 g 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14 type Z.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
wla | w [TCSTT [ o [
4] oA % e a0 108 70 4 0 0 0

e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T HEEERE
IDNEEE T HERERE
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e Molecule 16 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEE
IR
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
woos e s s o | 0|
17 8A 9 T802t§L l 528 1121 122 2 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 ol 08 T504tgl 3(532 11815 £§)2 0 0 0
IR TN ERE
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 Al 82 1;)‘0;; 1 4(;9 11;]3 1(1)4 g 0 0
o] an | e | e o | 0|
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 Bl o7 1;()4;62 l 4(631 12]7 1(2)6 g 0 0
20 BA 9 1;()551 4(730 11(\312 1(2)8 g 0 0

e Molecule 21 is a protein called 30S ribosomal protein Thx.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 1F 23 199 122 48 29 0 0 0
Total C N O
21 1B 22 188 116 44 28 0 0 0
e Molecule 22 is a RNA chain called tRNALys.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P S
22 1K 69 1477 662 257 488 69 1 0 0 0
Total C N O P S
22 1L 3 1563 700 271 518 73 1 0 0 0
e Molecule 23 is a RNA chain called E. coli tRNAfMet.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P S
23 2K v 1646 735 298 535 77 1 0 0 0
Total C N O P S
23 2L v 1646 735 298 535 77 1 0 0 0
e Molecule 24 is a RNA chain called tRNALys.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
24 3K 7 1611 721 281 534 75 0 0 0
Total C N O P
24 sL 76 1611 721 281 534 75 0 0 0
e Molecule 25 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 K 20 439 197 91 131 20 0 0 0
Total C N O P
25 4L 18 395 177 81 119 18 0 0 0
e Molecule 26 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
26 1H 2833 61028 27159 11418 19618 2833 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
26 14 2861 61630 27429 11535 19806 2860 0 0 0
There are 14 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
1H 161 U UNK conflict GB 55771382
1H 654A A G conflict GB 55771382
1H 654E C G conflict GB 55771382
1H 654P G C conflict GB 55771382
1H 654T A C conflict GB 55771382
1H 1058 U G conflict GB 55771382
1H 1080 A C conflict GB 55771382
14 158 U UNK conflict GB 55771382
14 654A A G conflict GB 55771382
14 654E C G conflict GB 55771382
14 654P G C conflict GB 55771382
14 654T A C conflict GB 55771382
14 1058 U G conflict GB 55771382
14 1080 A C conflict GB 55771382
e Molecule 27 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
27 16 122 2617 1166 486 844 121 0 0 0
Total C N O P
27 1] 122 2617 1166 486 844 121 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 i 133 1033 651 194 187 1 0 0 0
Total C N O
28 & o7 456 283 91 82 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 1 273 2120 1338 421 358 3 0 0 0
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 19 274 2125 1341 422 359 3 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 21 203 1558 985 298 269 6 0 0 0
Total C N O S
30 29 204 1563 988 299 270 6 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 31 202 1585 1011 297 275 2 0 0 0
Total C N O S
31 39 204 1602 1022 299 279 2 0 0 0
e Molecule 32 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 41 179 1457 931 265 257 4 0 0 0
Total C N O S
32 49 179 1458 931 266 257 4 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 o1 171 1312 832 246 233 1 0 0 0
Total C N O
33 59 69 539 339 109 91 0 0 0
e Molecule 34 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 | 6l 146 1136 726 201 208 1 0 0 0
Total C N O S
31 69 145 1131 723 200 207 1 0 0 0
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e Molecule 35 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 o8 138 ?igil 7?2 21(\)16 1(5?2 ZSL 0 0 0
IR T HEREEE

e Molecule 36 is a protein called 50S ribosomal protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | 68 | 12 G s om0 | 0 |0
N P L L .
e Molecule 37 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 & 147 1;(;;&21 658 21;19 182 2 0 0 0
37 35 147 ?(it;;l 638 21;19 182 2 0 0 0

e Molecule 38 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 88 141 ?itlzl 7%9 21110 1(;7 ? 0 0 0
38 45 138 rfgg&;)l 7%2 21(\)18 1(233 2 0 0 0

e Molecule 39 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 08 118 gog?l 6(54 21(\)13 1(5)9 ? 0 0 0
39 %5 118 gog?l 6%4 21(\)]3 1(5)9 ? 0 0 0

e Molecule 40 is a protein called 50S ribosomal protein L18.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
40 A8 11 &1 556 176 149 0 0
Total C N O
40 65 10 876 553 175 148 0 0
e Molecule 41 is a protein called 50S ribosomal protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
41 B8 132 1101 686 227 188 0 0 0
Total C N O S
4l E 133 1109 691 228 189 1 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 C8 15 950 603 199 147 1 0 0 0
Total C N O S
12 8 16 959 608 201 149 1 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
43| D8 100 774 499 141 133 1 0 0 0
Total C N O S
8 % 100 774 499 141 133 1 0 0 0
e Molecule 44 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
44| K8 12 890 560 175 153 2 0 0 0
Total C N O S
4] AS 1 836 558 174 152 2 0 0 0
e Molecule 45 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 k8 % 743 482 134 126 1 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

45 B5 o4 T7O;58L 1 4(737 1§3 125 0 0 0
e Molecule 46 is a protein called 50S ribosomal protein [.24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 G8 105 T7O9tg 1 5(1]3 115\}0 128 ? 0 0 0
46 5 105 T7O9t§1 5(113 115:13 1(2)8 ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 H8 I ?;%1 8(7]6 214\117 227 § 0 0 0
47 D5 132 rfgt?j:l 651 115\)13 1(238 g 0 0 0

e Molecule 48 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HIEEEEE
18 E5 [ rl;50(;C8a l 3(735 11;19 1(33 ? 0 0 0

e Molecule 49 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
9] 8 o e 16 107 1 ¥ 0 0
9] o e 16 197 1 ¥ 0 0

e Molecule 50 is a protein called 50S ribosomal protein 1.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 | K8 08 St A 15 0 1 ¥ ¥ ¥
01 G5 08 e A 15 0 1 ¥ ¥ ¥
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e Molecule 51 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51| LS 58 o N 0 0 0
51| HS 58 Tl ey 0 0 0

e Molecule 52 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

52 | M8 47 B 0 0 0
e Molecule 53 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

53 | N8 48 20531 2(239 ;\; (g) g 0 0 0
e Molecule 54 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
54 | PS8 A7 E)Otfl 236 912 52 2 0 0 0
54 | L5 A7 ngl 236 912 52 g 0 0 0

e Molecule 55 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
@ | | G e s a | 0 | 0 |0
B M | e | G e s a0 | 0 |0

e Molecule 56 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
56 13 131 131 131 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

5 | 3B | Toltal N{g 0 0

5 | 5B | Toltal N{g 0 0

5 | 3 | Total - Mg 0 0
1 1

5 | 5l | Total - Mg 0 0
1 1

56 | 1K | Toltal N{g 0 0

56 9K 3 Total - Mg 0 0
3 3

56 3K 1 Toltal hgg 0 0

56 AK 1 Toltal N{g 0 0
Total Mg

56 1H 429 100 4% 0 0
Total Mg

56 16 11 o 0 0
Total Mg

56 21 9 ) ) 0 0

56 | 41 1 Total - Mg 0 0
1 1

56 78 1 Total = Mg 0 0
1 1

56 88 9 Total = Mg 0 0
9 9
Total Mg

56 I8 3 2y 0 0

5 | L8 1 Total Mg 0 0
1 1

56 P8 1 Total = Mg 0 0
1 1

56 | QS 1 Toltal l\gg 0 0
Total Mg

56 1G 81 o 8 0 0
Total Mg

56 2L 3 2y 0 0
Total Mg

56 14 382 2ky 3% 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

5 | 1J 5 Total - Mg 0 0
5 5

5 | 29 | Total - Mg 0 0
1 1

5 | 39 | Total - Mg 0 0
1 1

5 | 35 | Total - Mg 0 0
1 1
Total Mg

56 45 3 2y 0 0

56 85 1 Total - Mg 0 0
1 1

56 C5 1 Total - Mg 0 0
1 1

56 E5 1 Toltal N{g 0 0

e Molecule 57 is PAROMOMYCIN (CCD ID: PAR) (formula: Cy3Hy5N5014).

PAR

;i%:-' oy -
\ /= 3 “)‘ NH:
HA ok :;{f
VAR
i o .
L,
e S '
I-LNJ , \OH.
on
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
i v ! 42 23 5 14 0 0
Total C N O
i ' ! 42 23 5 14 0 0

e Molecule 58 is IRON/SULFUR CLUSTER (CCD ID: SF4) (formula: Fe,S,).
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SF4

S3 FE1

Fe

FE4

Fe

S2

Fe

S4
ST FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
58 3E 1 3 i 4 0 0
Total Fe S
58 32 1 3 i 4 0 0

e Molecule 59 is ZINC ION (CCD ID:

ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
50 | sl | Total - Zn 0 0
1 1
59 | C8 1 Total - Zn 0 0
1 1
59 | 5A 1 Total - Zn 0 0
1 1
59 C5 1 Total - Zn 0 0
1 1
e Molecule 60 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
60 13 144 44 144 0 0
Total O
60 3E 2 9 9 0 0
Total O
60 11 2 9 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
60 51 2 9 9 0 0
60 | 6l | Total - O 0 0
1 1
60 | 71 | Total - O 0 0
1 1
60 | BI | Total - O 0 0
1 1
60 | 3K | Total - O 0 0
1 1
Total O
60 4K 3 3 3 0 0
Total O
60 1H 540 540 540 0 0
Total O
60 16 22 99 99 0 0
Total O
60 11 10 10 10 0 0
Total O
60 31 7 - - 0 0
Total O
60 58 2 9 9 0 0
Total O
60 78 4 4 4 0 0
60 98 1 Total - O 0 0
1 1
60 | 8 1 Total - O 0 0
1 1
Total O
60 18 2 9 9 0 0
Total O
60 L& 3 3 3 0 0
60 | P8 1 Total O 0 0
1 1
Total O
60 1G 68 68 68 0 0
Total O
60 32 2 9 9 0 0
Total O
60 14 367 367 367 0 0
Total O
60 1J 12 19 19 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

60 19 8 3 3 0 0
Total O

60 29 2 9 9 0 0
Total O

60 39 3 3 3 0 0
Total O

60 35 2 9 9 0 0
Total O

60 55 2 9 9 0 0

60 | H5 1 Total - O 0 0
1 1

60 L5 1 Toltal (1) 0 0
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35%

electron density. Residues are color-coded according to the number of geometric quality criteria

for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more.

A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). 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.

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
e Molecule 1: 16S rRNA

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

3 Residue-property plots (i)
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e Molecule 5: 30S ribosomal protein S5
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4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 208.40A 446.00A 617.40A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 151.24 - 3.10 Depositor
Resolution (A) 15124 — 3.10 EDS
% Data completeness 100.0 (151.24-3.10) Depositor
(in resolution range) 93.3 (151.24-3.10) EDS
Rinerge 0.29 Depositor
Reym (Not available) Depositor
<I/o(I)>" 0.91 (at 3.07A) Xtriage
Refinement program PHENIX Depositor
R R 0.196 , 0.249 Depositor
7 Phfree 0.199 , 0.253 DCC
Rree test set 2000 reflections (0.19%) wwPDB-VP
Wilson B-factor (A?) 91.6 Xtriage
Anisotropy 0.272 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.27 , 43.9 EDS
L-test for twinning? <|L| > =044, < [?> =027 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 294257 wwPDB-VP
Average B, all atoms (A?) 106.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.48% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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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: MG,
S5MU, OMC, U8U, SF4, ZN, 4SU, PAR, PSU, T6A, GTM

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z]| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles
Mol | Chain | py/q7 #|Z| >5 RMSZ 47| >5
1 13 0.51 0/35994 0.76 9/56171 (0.0%)
1 1G 0.43 0/36258 0.66 4/56589 (0.0%)
2 12 0.50 0/1752 0.83 4/2360 (0.2%)
2 1E 0.43 0/1908 0.75 2/2573 (0.1%)
3 22 0.56 4/1564 (0.3%) 0.67 0/2109
3 2E 0.54 0/1629 0.71 0/2195
4 32 0.48 0/1732 0.75 0/2318
4 3E 0.55 0/1728 0.82 1/2313 (0.0%)
5 42 0.45 0/1150 0.75 0/1548
5 4K 0.53 0/1158 0.78 0/1559
6 52 0.50 0/855 0.73 0/1154
6 5E 0.60 0/850 0.73 0/1147
7 62 0.42 0/1122 0.74 3/1500 (0.2%)
7 6E 0.44 0/1259 0.63 0/1686
8 72 0.36 0/1127 0.67 0/1517
8 7E 0.69 4/1135 (0.4%) 0.77 0/1527
9 82 0.41 0/971 0.73 0/1304
9 S8E 0.42 0/1019 0.79 0/1367
10 1A 0.50 0/658 0.71 0/885
10 11 0.47 0/747 0.82 1/1006 (0.1%)
11 2A 0.42 0/850 0.68 0/1150
11 21 0.50 0/838 0.78 2/1133 (0.2%)
12 3A 0.52 0/972 0.83 2/1301 (0.2%)
12 31 0.71 0/972 1.07 3/1301 (0.2%)
13 4A 0.50 0/903 0.83 1/1211 (0.1%)
13 41 0.54 0/9