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This is a wwPDB X-ray Structure Validation Summary 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 : 4.02b-467

Mogul : 1.8.5 (274361), CSD asb41be (2020)
Xtriage (Phenix) : 1.13
EDS : 235.1
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.35.1
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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 N | I 0260
Clashscore NN | -

Ramachandran outliers 2%
Sidechain outliers D (2.0%
RSRZ outliers NN . 3%
RNA backbone IR W (.46
Worse Better
I Percentile relative to all X-ray structures
[I Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfme 130704 1094 (3.10—3.10)
Clashscore 141614 1184 (3.10-3.10)
Ramachandran outliers 138981 1141 (3.10-3.10)
Sidechain outliers 138945 1141 (3.10-3.10)
RSRZ outliers 127900 1067 (3. 10-3. 10)
RNA backbone 3102 1116 (3.40-2.80)

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 AA 1522 ./ 36% 43% 17%
%
1 CA 1522 ./ 34% 43% 18% -
2 AB 256 ﬁ 38% 39% 11% = 10%
2 CB 256 S-A) 36% 44% 10%  10%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3 AC 239 = 51% 32% C 4%
3 CC 239 = 51% 29% 5% - 14%
%
4 AD 209 = 52% 37% T10%
4 CD 209 55% 38% 7%
5 AE 162 50% 37% %
5 CE 162 56% 33% 0%
6 AF 101 56% 40% o
6 CF 101 62% 33% o
7%
7 AG 156 63% 31% -
6%
7 CG 156 54% 39% “6% -
8 AH 138 55% 36% % -
8 CH 138 56% 38% 5%
9 Al 128 == 50% 41% 7% -
9 CI 128 m— 45% 44% 0w .
10 AJ 105 e 55% 31% T6% 8%
10 CJ 105 =S 47% 40% 5% 9%
11 AK 129 65% 19% 5% 12%
2%

11 CK 129 = 55% 33% %
12 AL 132 L 61% 29% %
12 CL 132 57% 32% %
13 AM 126 == 68% 24% “6% -
13 CM 126 e 51% 38% B T
14 AN 61 = 51% 43% 5% -
14 CN 61 = 49% 44% 5%
15 AO 89 70% 25% o

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

Mol | Chain | Length Quality of chain
%
15 | CO g9 |°" S5 e e
%
16 AP 88 = 50% 38% 6% 1%
16 CP 88 59% 32% %
17 AQ 105 68% 24% %
%
17 | CQ 105 | " oo S p—
%
18 AR 88 55% 20% 23%
18 CR 88 41% 31% 5% - 23%
2%
19 AS 93 45% 40% e
7%
L |
19 CS 93 38% 43% 9% 11%
20 AT 106 55% 27% % 9%
%
20 CT 106 . 54% 29% % o
9%
21 AU 27 56% 22% 7% 15%
9%
21 CuU 27 48% 30% 7% 15%
22 AV 24 21% 8% 71%
22 ()Y 24 21% 75%
23 AX 77 58% 25% 13%
23 CX 77 40% 39% 17%
24 AW 10 0% 20% 60% 10%
10%
24 CW 10 10% 10% 70% 10%
25 BA 2915 47% 34% 0% . 6%
%
25 DA 2915 . 38% 40% 13% = 7%
26 BB 122 51% 35% 12%
26 DB 122 36% 50% 10%
27 BD 276 72% 24% .
27 DD 276 66% 27% 7%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
28 BE 206 71% 21% "% -
28 DE 206 62% 30% “6% -
29 BF 210 65% 28% o
29 DF 210 56% 36% o
30 BG 182 L 61% 32% “6% -
30 DG 182 = 43% 46% 0% .
31 BH 180 64% 28% e
9%

31 DH 180 52% 39% 5% .
32 BI 148 49% 39% e -
32 DI 148 % 58% 34% “6% -
33 BN 140 78% -
33 DN 140 69% 27% -
34 BO 122 72% 25% A
34 DO 122 61% 34% -
35 BP 150 70% 25% o
35 DP 150 < 65% 28% % .
36 BQ 141 62% 31% “6%
36 DQ 141 55% 40% 5%
37 BR 118 65% 25% 9%

37 DR 118 60% 34% “6%
38 BS 112 70% 22% “6% -

2%

38 DS 112 46% 45% T
39 BT 146 62% 26% 0%
39 DT 146 60% 27% 10%

40 BU 118 69% 25% T

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
40 DU 118 £ 66% 27% 5% .
41 BV 101 81% 14%
41 DV 101 69% 27% o
42 BW 113 79% 17%
42 DW 113 73% 23% o
43 BX 96 73% 24% .
43 DX 96 = 61% 36% -
44 BY 110 = 65% 30% P
%
44 DY 110 67% 28% P
45 BZ 206 48% 30% 5% 17%
45 DZ 206 50% 31% 16%
46 BO 85 = 65% 29% -
2%
46 DO 85 68% 24% “6% -
47 B1 98 L 71% 21% “6% -
47 D1 98 L 63% 30% “6% -
48 B2 72 54% 39% o
48 D2 72 60% 31% 7%
49 B3 60 50% 43% 5% -
49 D3 60 = 65% 25% Ta% .
50 B4 71 L 41% 41% B 7
7%
50 D4 71 48% 37% 1% ..
51 B5 60 72% 23% o
51 D5 60 70% 23% 5% -
52 B6 54 67% 22% 9%
52 D6 54 72% 22% -

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

Mol | Chain | Length Quality of chain
53 B7 49 76% 18% .
%
53 | D7 49 | ® s = -
54 B8 65 57% 42% N
54 D8 65 46% 51% N
55 B9 37 81% 19%
8%
55 D9 37 65% 32%

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
24 | 2QY CW 10 - - X -
24 | MVA | CW 9 - - X -
56 MG AA ] 3028 - - - X
56 MG AA ]3035 - - - X
56 MG AA | 3037 - - - X
56 MG AA | 3043 - - - X
56 MG AA | 3051 - - - X
56 MG AA | 3079 - - - X
56 MG AA | 3089 - - - X
56 MG AA | 3093 - - - X
56 MG AA | 3100 - - - X
26 MG AA | 3114 - - - X
56 MG AA | 3116 - - - X
56 MG AA | 3120 - - - X
56 MG AA | 3147 - - - X
56 MG Bl 3001 - - - X
56 MG BA | 3065 - - - X
56 MG BA | 3069 - - - X
56 MG BA | 3085 - - - X
56 MG BA | 3087 - - - X
56 MG BA | 3089 - - - X
56 MG BA | 3094 - - - X
56 MG BA | 3160 - - - X
56 MG BA | 3231 - - - X
56 MG BA | 3247 - - - X
56 MG BA | 3295 - - - X
56 MG BA | 3297 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG BA | 3622 - - - X
56 MG BA | 3699 - - - X
56 MG CA | 3016 - - - X
56 MG CA | 3024 - - - X
56 MG CA | 3030 - - - X
56 MG CA | 3038 - - - X
56 MG CA | 3041 - - - X
56 MG CA | 3042 - - - X
56 MG CA | 3053 - - - X
56 MG CA | 3135 - - - X
56 MG DA | 3064 - - - X
o6 MG DA | 3098 - - - X
56 MG DA | 3103 - - - X
56 MG DA | 3125 - - - X
56 MG DA | 3186 - - - X
56 MG DA | 3427 - - - X
56 MG DA | 3438 - - - X
56 MG DA | 3464 - - - X
56 MG DA | 3545 - - - X
56 MG DA | 3581 - - - X
56 MG DA | 3615 - - - X
56 MG DW 202 - - - X
59 | FME CX 101 - - - X
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2 Entry composition (i)

There are 61 unique types of molecules in this entry. The entry contains 286321 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 Ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O P
L AA 1498 32196 14328 5966 10404 1498 0 0 0

Total C N O P
1| CA 1503 39312 14381 5990 10438 1503 0 0 0

e Molecule 2 is a protein called 30S Ribosomal Protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| AB B e nm s s s 0 0 0
2| B B e ner s s 0 0 0
e Molecule 3 is a protein called 30S Ribosomal Protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AC 206 ?;t;;l 9(7]6 31(\)12 2(7)3 ? 0 0 0
s cC 206 ?‘;El 938 31(\)IO 2(7)3 ? 0 0 0
e Molecule 4 is a protein called 30S Ribosomal Protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 208 ?()igl 10C40 3§6 2(836 § 0 0 0
4 CD 208 ?2;?11 1OC50 31§3 224 g 0 0 0

e Molecule 5 is a protein called 30S Ribosomal Protein S5.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 AE 148 1129 714 213 198 4 0 0 0
Total C N O S
o CE 148 1133 716 214 199 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 AF 100 806 511 143 149 3 0 0 0
Total C N O S
6 CF 100 816 516 146 151 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 AG 155 1231 766 243 216 6 0 0 0
Total C N O S
7 CG 155 1235 769 244 216 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 | AH 137 1088 689 206 191 2 0 0 0
Total C N O S
8 | CH 137 1088 689 206 191 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
9 | Al 127 083 623 193 167 0 0 0
Total C N O
) CI 127 978 619 190 169 0 0 0
e Molecule 10 is a protein called 30S Ribosomal Protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
10 Al 97 709 440 138 131 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 CJ %6 T701t4iL l 45115 11;8 1(?31 0 0 0
e Molecule 11 is a protein called 30S Ribosomal Protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 14 1;30531 5(136 11;5 1?5 § 0 0 0
1 CK 14 T803t§ 1 5(119 115\:6 1(5)5 2 0 0 0

e Molecule 12 is a protein called 30S Ribosomal Protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 AL 122 1;)0;31 525 112\315 1(539 ? 0 0 0
12 CL 122 1;)0;31 535 116\315 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 AM 123 1;)0;; l 5(932 112\9]8 1(6?6 52; 0 0 0
13 CM 122 1;)0;(?1 5;]6 115\;7 1(6?5 g 0 0 0

e Molecule 14 is a protein called 30S Ribosomal Protein S14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEEEE
IR H IR ERE
e Molecule 15 is a protein called 30S Ribosomal Protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IRDERE YT HEEEEE
IERE ST HEEEEE
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e Molecule 16 is a protein called 30S Ribosomal Protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 AP 82 T(‘SOSt fl 4?3 11;4 1(1)3 ? 0 0 0
RSN T T I

e Molecule 17 is a protein called 30S Ribosomal Protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 AQ 9 T802t3a l 528 1121 1(22 2 0 0 0
17 cQ 9 T802t§L l 528 11;1 122 2 0 0 0

e Molecule 18 is a protein called 30S Ribosomal Protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 AR 08 T505t§ 1 3(535 11518 £§)2 0 0
18 CR 08 T5O5t5a 1 3?5 11(\)18 902 0 0

e Molecule 19 is a protein called 30S Ribosomal Protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
) As | w0 | 0|0
19 3 83 1;50;2 1 4(;2 11;]9 1(1)3 g 0 0 0

e Molecule 20 is a protein called 30S Ribosomal Protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 AT %6 1;()53 l 45136 12]6 1(2)4 g 0 0 0
20 T %6 T702t;L l 45136 12]5 1(2)4 g 0 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 AU 23 199 122 48 29 0 0 0
Total C N O
21 CU 23 199 122 48 29 0 0 0
e Molecule 22 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 AV 7 114 49 22 37 6 0 0 1
Total C N O P
22 Cv 6 113 49 22 36 6 0 0 0
e Molecule 23 is a RNA chain called P-site tRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 AX 76 1623 723 294 530 76 0 0 0
Total C N O P
23| X 76 1623 723 294 530 76 0 0 0
e Molecule 24 is a protein called GE82832.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
24 AW 10 03 67 10 16 0 0 0
Total C N O
24 CW 10 03 67 10 16 0 0 0
e Molecule 25 is a RNA chain called 23S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 BA 2731 58834 26185 11020 18899 2730 0 0 0
Total C N O P
25 | DA 2714 sgass 26018 10942 18786 2712 0 0 0
e Molecule 26 is a RNA chain called 5S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
26 | BB 120 2573 1146 476 832 119 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 DB 120 2573 1146 476 832 119 0 0 0
e Molecule 27 is a protein called 50S Ribosomal Protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 BD 275 2136 1349 423 361 3 0 0 0
Total C N O S
27 DD 275 2136 1349 423 361 3 0 0 0
e Molecule 28 is a protein called 50S Ribosomal Protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 BE 204 1559 985 298 270 6 0 0 0
Total C N O S
28 DE 204 1559 985 298 270 6 0 0 0
e Molecule 29 is a protein called 50S Ribosomal Protein 14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 BF 203 1584 1009 298 275 2 0 0 1
Total C N O S
29 DF 203 1580 1007 297 274 2 0 0 1
e Molecule 30 is a protein called 50S Ribosomal Protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 BG 181 1425 914 256 251 4 0 0 0
Total C N O S
30 DG 181 1424 911 258 251 4 0 0 0
e Molecule 31 is a protein called 50S Ribosomal Protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31| BH 174 1330 845 248 236 1 0 0 0
Total C N O S
31 | DH 174 1330 845 248 236 1 0 0 0

WO RLDWIDE

PROTEIN DATA BANK



Page 15

wwPDB X-ray Structure Validation Summary Report

e Molecule 32 is a protein called 50S Ribosomal Protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| B M6 e e e a | 0 | 0 |0
32 bl 146 r‘lr((;g?l 6?0 11;16 184 ? 0 0 0

e Molecule 33 is a protein called 50S Ribosomal Protein LL13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 BN 140 ?itlé;l 7(;9 21(\)17 1(627 ZSL 0 0 0
33 DN 140 ?itlé;l 7C119 21(\)17 127 ZSL 0 0 0

e Molecule 34 is a protein called 50S Ribosomal Protein 1.14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
w B0 | s s | 0 | 0|0
w00 | g s s | 0 |0 |0
e Molecule 35 is a protein called 50S Ribosomal Protein LL15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BP 149 rf(iga; 7%]6 21?\)10 1(9)6 § 0 0 0
35 bp 149 ?igzl 7%6 21?\)10 1(9)6 § 0 0 0

e Molecule 36 is a protein called 50S Ribosomal Protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 BQ 141 111(1)2((&2l 7(135 211]2 128 ? 0 0 0
36 | DQ 141 Total = € = N O ? 0 0 0

1122 715 212 188

e Molecule 37 is a protein called 50S Ribosomal Protein L17.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BR 118 968 604 203 160 1 0 0 0
Total C N O S
37 DR 118 968 604 203 160 1 0 0 0
e Molecule 38 is a protein called 50S Ribosomal Protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
38 | BS 110 877 553 175 149 0 0 0
Total C N O
38 | DS 110 870 549 173 148 0 0 0
e Molecule 39 is a protein called 50S Ribosomal Protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BT 131 1091 680 225 185 1 0 0 0
Total C N O S
39 DT 131 1083 675 224 183 1 0 0 0
e Molecule 40 is a protein called 50S Ribosomal Protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 | BU 116 059 608 201 149 1 0 0 0
Total C N O S
40| DU 116 959 608 201 149 1 0 0 0
e Molecule 41 is a protein called 50S Ribosomal Protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) BY 101 771 495 140 135 1 0 0 0
Total C N O S
4| DV 101 771 495 140 135 1 0 0 0
e Molecule 42 is a protein called 50S Ribosomal Protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 BW 12 86 557 174 153 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

A L
e Molecule 43 is a protein called 50S Ribosomal Protein 1.23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T T H NN
L I L L

e Molecule 44 is a protein called 50S Ribosomal Protein [L.24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e L A I O I L L
wov | e S om0 | 0|0

e Molecule 45 is a protein called 50S Ribosomal Protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 Bz 17 ?‘;ZZI 8(6]2 214\1]3 222 52; 0 0 0
15 bz trd 1122%1 8(730 214\113 225 g 0 0 0

e Molecule 46 is a protein called 50S Ribosomal Protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46| BO 53 ‘@5 00 130 100 1 0 0 0
% Do 53 ‘@5 00 130 100 1 0 0 0

e Molecule 47 is a protein called 50S Ribosomal Protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
a7 | Bl o7 s am s 131 ¥ ¥ ¥
a7 Dl o7 T am s 131 ¥ ¥ ¥
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e Molecule 48 is a protein called 50S Ribosomal Protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L I I L L
48 b2 70 TSO;Sa l 325 11118 1%)3 2 0 0 0

e Molecule 49 is a protein called 50S Ribosomal Protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | B3 59 o o . 0 0
49 | D3 59 ol s o 0 0
e Molecule 50 is a protein called 50S Ribosomal Protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 | B4 69 T;;fl 328 91\; 9% i 0 0 0
50 | D4 69 ol oD 0 0 0
e Molecule 51 is a protein called 50S Ribosomal Protein 1.32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51 | B 59 %;;1 235 812 706 g 0 0 0
51 | D5 59 1;;;1 2;35 812 706 g 0 0 0

e Molecule 52 is a protein called 50S Ribosomal Protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | B6 53 ngl 221 ; ;)7 2 0 0 0
52 | D6 53 1};;1 2(739 ; ;)5 2 0 0 0

e Molecule 53 is a protein called 50S Ribosomal Protein L34.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
53 B7 18 418 257 104 55 2 0 0 0
Total C N O S
53 D7 48 418 257 104 55 2 0 0 0
e Molecule 54 is a protein called 50S Ribosomal Protein LL35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o4 B8 64 511 328 99 82 2 0 0 0
Total C N O S
o4 D8 64 517 331 102 82 2 0 0 0
e Molecule 55 is a protein called 50S Ribosomal Protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
%5 B9 37 307 188 68 47 4 0 0 0
Total C N O S
%5 b9 37 307 188 68 47 4 0 0 0

e Molecule 56 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
56 | AA 9221 A 0 0
56 | AD 1 Toltal N{g 0 0
56 | AF 1 Toltal hgg 0 0
56 | AK 1 Toltal Dﬁg 0 0
56 | AM 1 Toltal N{g 0 0
56 | AN 9 Total -~ Mg 0 0
9 9
56 | AV 1 Toltal N{g 0 0
56 | AX 9 Total = Mg 0 0
9 9
Total Mg
56 | BA 738 A 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

56 | BB 18 5 s 0 0
Total Mg

56 | BD 12 S 0 0
Total Mg

56 | BE 10 0 10 0 0

5 | BF 8 Total - Mg 0 0
s 8

5 | BG 4 Total = Mg 0 0
4 4

56 | BN 6 Total -~ Mg 0 0
6 6

56 | BO 1 Toltal hgg 0 0
Total Mg

56 | BP 4 PR 0 0

56 BQ 5 Total Mg 0 0
5 5
Total Mg

56 | BR 4 PR 0 0

5 | BU 8 Total = Mg 0 0
s 8

5 | BV 4 Total - Mg 0 0
4 4

56 | BW 5 Total = Mg 0 0
5 5

56 | BX 1 Toltal l\gg 0 0

56 | BY 1 Toltal l\gg 0 0

56 BZ 1 Toltal l\gg 0 0
Total Mg

56 B0 4 PR 0 0

56 B1 1 Total = Mg 0 0
1 1

56 B2 1 Total - Mg 0 0
1 1
Total Mg

56 B3 3 2y 0 0

56 | B4 1 Toltal hgg 0 0




Page 21

wwPDB X-ray Structure Validation Summary Report

4V9S

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

5 | B | Toltal N{g 0 0
Total Mg

56 B7 4 PR 0 0

5 | BS 3 Total Mg 0 0
3 3

5 | B9 | Toltal N{g 0 0
Total Mg

56 | CA 172 e 1 0 0

56 | CE 2 Total - Mg 0 0
2 2

56 CF 1 Toltal hgg 0 0

56 | CQ 1 Toltal N{g 0 0

56 | CT 1 Toltal N{g 0 0

56 | CX 3 Total -~ Mg 0 0
3 3
Total Mg

56 | DA 653 P 0 0
Total Mg

56 | DB 12 5 1 0 0

5 | DD 8 Total - Mg 0 0
s 8

5 | DE 6 Total = Mg 0 0
6 6

5 | DF 6 Total = Mg 0 0
6 6

56 | DG 1 Toltal l\gg 0 0

56 | DN 1 Toltal l\gg 0 0

56 | DO 1 Toltal l\gg 0 0

56 | DQ 5 Total Mg 0 0
5 5

5 | DR 9 Total = Mg 0 0
2 2

56 | DV 4 Toial hig 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | DW 9 Total - Mg 0 0

2 2
5 | DY | Toltal N{g 0 0
5 | DO | Toltal N{g 0 0
5 | D3 | Toltal N{g 0 0
5 | D5 9 Total - Mg 0 0

2 2
56 DS 1 Toltal hgg 0 0

e Molecule 57 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: FeySy).

FE4

Fe

SF4

S3

Fe

FE1

Fe

S2

S4
S1 FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
57 AD 1 3 i 4 0 0
Total Fe S
57 CD 1 3 i 4 0 0

e Molecule 58 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
58 | AN 1 Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

53 | BY | Toltal Zln 0 0

53 | B4 | Total - Zn 0 0
1 1

53 | B | Total - Zn 0 0
1 1

53 B6 1 Total Zn 0 0
1 1

53 B9 1 Total Zn 0 0
1 1

58 CN 1 Total Zn 0 0
1 1

58 | DY 1 Toltal Zln 0 0

58 D4 1 Total Zn 0 0
1 1

58 D5 1 Total Zn 0 0
1 1

58 D6 1 Total Zn 0 0
1 1

58 | D9 1 Toltal Zln 0 0

e Molecule 59 is N-FORMYLMETHIONINE (three-letter code: FME) (formula: C¢H;1NO3S).

FME
0
O
oxTHO —4/
c\ N
eas) H
A
cG
() ot
/ CB CN
CE —
SD
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O S
59 AX 1 10 6 1 2 1 0
Total C N O S
59 CX 1 10 6 1 2 1 0

e Molecule 60 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | BA 1 Total - K 0 0
1 1
60 | DA 1 Total - K 0 0
1 1
e Molecule 61 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
61 AA 148 148 148 0 0
61 | AD 1 Toltal (1) 0 0
Total O
61 AE 3 3 3 0 0
61 AJ 1 Total - O 0 0
1 1
61 | AL 1 Total - O 0 0
1 1
61 | AP 1 Total - O 0 0
1 1
61 | AU | Tofal (1) 0 0
61 | AV | Tofal (1) 0 0
61 | AX | Tofal (1) 0 0
Total O
61 BA 1092 1092 1092 0 0
Total O
61 BB 26 9% 9% 0 0
Total O
61 BD 8 3 3 0 0
Total O
61 BE 9 9 9 0 0
Total O
61 BF 4 4 4 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
61 | BG | Toltal (1) 0 0
Total O
61 BN 3 3 3 0 0
Total O
61 BO 2 5 9 0 0
Total O
61 BP 15 15 15 0 0
Total O
61 BQ 3 3 3 0 0
61 | BR 1 Total - O 0 0
1 1
61 | BT 1 Total - O 0 0
1 1
Total O
61 BU 4 4 4 0 0
Total O
61 BV 2 9 9 0 0
61 | BW p Total - 0O 0 0
2 2
Total O
61 BX 4 4 4 0 0
Total O
61 BO 4 4 4 0 0
Total O
61 B1 2 9 9 0 0
Total O
61 B5 3 3 3 0 0
61 B7 1 Total - O 0 0
1 1
Total O
61 BR 8 3 3 0 0
Total O
61 CA 187 187 187 0 0
Total O
61 CE 2 9 9 0 0
61 | CN 1 Total - O 0 0
1 1
61 | CT 1 Total - O 0 0
1 1
Total O
61 CX 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
61 DA 902 002 902 0 0
Total O
61 DB 7 - - 0 0
Total O
61 DD 8 3 3 0 0
Total O
61 DE 13 13 13 0 0
Total O
61 DF 5 5 5 0 0
61 | DO 1 Total - O 0 0
1 1
Total O
61 DP 14 14 14 0 0
Total O
61 DQ 3 3 3 0 0
Total O
61 DU 4 4 4 0 0
61 | DV 1 Total - O 0 0
1 1
Total O
61 DX 2 9 9 0 0
Total O
61 DY 2 9 9 0 0
Total O
61 DO 5 5 5 0 0
61 | DI 1 Total - O 0 0
1 1
Total O
61 D7 2 9 9 0 0
Total O
61 D8 4 4 4 0 0
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17%

43%
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36%

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 Ribosomal RNA

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)

Page 27
Chain AA:

0LD

89D
19D

son
%90

zon
09V
A
96N

el 4

TSV
oSV

8¥d
L7

Svn

(a0
el
()

1

9€0
gen
¥ed
eev
[43)

0eNn

€20

14
0zn

81D
L10

— ®
[ =)
O o

STD

oty
69
8V

007D

6.0

LLD

€LD
[h)
T0

16TV
96TV

T61D

168TD
A68TN

16819
H68THD

a6870

06810
46810

3
i

€910

19TV
09TV

+

SSTD
7510

0STD

Ly1D
9%1D

€92V
29Ty

652D

LS2H
9szn

i

0Sey

L%
48

vven
evey

LETO
9€TH
SE€TO
CTETH

prasd]
92TH

j£44Y)

zeen
1220

812D
L12D

e %ozn

@ <cozn

8s5en
LS€D
95ev

Lzvn

¥Zvd
€TV

6170

L1%0
9T¥D

(4544

0T¥%D

80%Y
L0¥D

Sovn
vovn
€070

00%D

S6€0
76€D
€6EV
26€d
T6€D
06€0
68€Y
88€D

S8€D
78ED

6.LED

LL€D
9.€D
glen

ELEY
cLED

L9en

S9en
79eV

29€eD

105D
00SD
667V
8670

7670

T6%D

3

L8%Y
9870

78%D

18%D

6.%0
LLYY

SL¥D

€LVD
LYV
TL%D

T9%Y

2514
€LSY
CTLSV

crsn
1150
0TSV

S05D
%030
€050
208D

0ELD

8CTLY

L180

ST8Y

9080

€089
208Y

0089
66.D

6Ly
£6.0
T6LY

3

S8.LD
8LV
LLLY
¥LLD
89.LY
L9LY
99.LY

09.D

8S.LD
LS.0

SG.LD

RLDWIDE

SPDB

PROTEIN DATA BANK

W


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

wwPDB X-ray Structure Validation Summary Report 4V9S

Page 28

-

Y16V

1

9069

7060

T06V

9680

€680

v88n

188D

L1580

S68D

768D

€80
€e8n

9280

Ll
i

818D

2660

0660

i

0960
636Y

1

796D
€969

L%6D
V6V
S76D

67010

L¥01D

S¥01D

TvOTV

v€0TD

CEOTD

QaoeoTy

T20TD

mﬁmﬁb
9701V
STOTV
7101V
€T0TD

TT01D
0T0TD

800TD

8TT1ID

PITID
€TTTID

COTTYV

00TTD

§80TN
%8010
€80TN
28019
T80TD
080TV
6L01D

9L01D
SL0TD
¥.L01D
€070

€901D
29010

090T1D

28119

08TTV
6LTTY

LLTTD

SLTTD
YLTTD
€LTTD

TLTTD

69TTV
89TTV
9911D

F

Y911
€9710
29110
19110
09TTD
6STTN

LSTTY

C¢STTY
TSTTV

54991
LYT1D

4425
€VTTD
(4425

0%T10

SETTN

62110

8¥CTIV
LyTin

¥¥21d
€%CT0
[aZA4 %]
15445

6ECTY
8ECTY
LETTD

¥€CT0

zeecIn

92TT0
STTTY

12219

612N
8TCTD
L12TD
91CTH

%1210
€1CTY

T
01210

L0TTH

Y021V

002ZTD
66TTN
86TTD
LB6TTD
96110

€611D
611D

06TTH

8811V
L8TTD
98T1D

LIETD
9TETD
STETN

CIETD
TIETD

60€TD
80€TN

F

Y0€TH

CoeTN

L6210

76210

zecTn
T62TD

6821V

€8CTH

18210

L.21D
921D

v.21D

2.21D

29TTD

® .lSZin

L

[4:t4a
TS82TV
0821V

6LETD

9.ET0

VLETY

CLETN
TLETD

69€TD
89€T1H
L9ETD
99€T1D

3

C9ETD
T9€TD
09€TV

LSETY
9SETD

YSETD

CSETD
TSETN

6YETV
87ETN

YYeTD

(473150

145441

68710

98%1D

69%1D

EVVID

8EVTD

9EVTN

L

8TV IV

L2710

147491

61710
vivin
ETVIV
C¢I%10
SO%TD

20%T1D

26ETD
T6€TN

88€TD

S8ETH

62ST1D

741
€2¢STH

16S Ribosomal RNA

12510
0ZSTD
B6TSTV
8TSTV
LISTD
9TSTD
GTSTD
2515
ETSTY
(45191
TIGTD
0TSTN

e Molecule 1

2%

18%

43%

34%

<
o
=

z
=
@)

€90

799
o9V

L8
98N

%30
€3GV

T8V
0SY

LYD

3
t

SvN

=
&
(LIS

6€D
8€D

9€D
SED

ey

1

8TH

12D

61D
81D

9TV

+

T

©
<

©
o

Sy
=}

081D
6VTV
8¥1d

F

EVIV

LETD

r

0ETY

|

121D

1210

91TV

L

(435}

0TTD
60TV

101D

[4us)
T0TY

660

€60
(40
16D
060

88V

LLD

04D

89D

168TD
xmmab
46810
46810

O

R LDWIDE
PROTEIN DATA BANK

06810

v6810
681D
881D
181D
w“au
810
181D
0810

8.10
LL1D
9.10
SL10

€L10

0L1n

991D

vo1n
€910

191V
09TV

7510
€510

W



wwPDB X-ray Structure Validation Summary Report 4V9S

Page 29

L8zn

82D
€820

1829

i

9.2D

T.20
0.2V

1920

¥8€D

(454

9.L€D

vLEV

cLED

L9en

voev

£9eV

65€N
8G€N

SG€D

0S€D

LyED

SvED

L

€EED
CEED
TEED

6CEY

8C¥D

470
STYD

[ X470

L

617D
157

STPY

€T¥D
(4544

0T¥d
607D

LO¥D

SoPN
70v0

20%D
10%0
007D
66E€D

€6V
[4:51°0]
T6€D
06€0

88€D

SESY

T€SN

8250

7180
0TSV

%030
€050

T0SD

909D

709D

6650
865N

809V

054D
6%.L0

S¥.L0

cv.LD
Tv.LD

6€LD
8€LD
LELY

SELD

EELY

0€LD

LT.LD
9T.LD

SGTLD

€20

T€80

628D

9280

128D

3

118D

S18Y
18V

2180
17180

9080

7080

008D

86.LD
L6810

T6.LD
06.LY

3

G8.LD

€810

LLLY
9L.LD

YLLD

69.LD

788D
0880
6180
818D

98D

.80
L8V
TLeY

698D
8980

i

798D
098Y

898D

T

0580

LEBD

Se8n
7€80

7260
€T6Y

Tecen
ozen
616V

8T0TD

9T0TV

6860

986V
S$860

f
3

8.L0TN
LL0TD
9.0TD
S.L0TD
%L01D
€L0TN
CLOTD

LS0TD

99T1D

29110
19110

6STTN
8ST1D

9GTTD

0ST1N

8¥11N

EVITD
(47435

0%T1D

TETTD

E
L

LZT1D

12110

81110

9TTTID

€TTTD
CIT10
TTTTV

L0T1D
90TTD
SOTTV

60210

€021D

202Td
T0CTY

86TTD
L611D
967N
S6TTD
!

CBT11D
T6TTV

88TTV

98T1D

¥8T1D

Z8T1D
T8TTD

6LTTY
8L11D
LLTTD

YL11D

CTL11D

0LTTYV

V.21D

89CTV

99219

€921D

® .SZin

[4stan |
TSCTV
0SCTY
6%C1D

F

1743
4492
e¥C1d
(4745
YT

6ETTY
LETTD
SeTIn
veTID
€ETTD

82C1D

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9S

Page 30

T9ETD

6SETD

L

7SETD

CSETD

8%ETN

YvETD

ZYETD

i
3

B6EETY
8EETD

9EETD

YEETD
EEETY

TEETD
0EETN
6CETY
8CETD
LTETD
9CETD

YCETY

TCETD

8TETY

9TETD

0TETD
60€TD

LOETN

70ETD
€0ETD

86CTD
L6210

94441

9EVIN
SEVTD

8TYTIV
L2910

[474%)

0Z%1d
6171D

vivin
[1544 4
[454%)
T1%10

E0VTD

TO%1D

B66ETD

€6ETN
CTBETD

06€TN

88ETD
L8ETD
98€TD
G8ETD

08€TN

9.L€10
SLETY
vLETY
€LETD
TLETN
TLETD
0LETD
69€TD

L9ETD

CT9ETD

0€STD
62STD

€CSTD

0C2STD

8TSTV

91STD

Y1810
€IGTY
(4519

o~mﬂ:
LOSTY
90STN
SO0STD

€0STV

00STY
6671V

L6%TD

671D

169D

687D

L8YTD
98%1D

¥8¥10

08%1D
6.L%T0

6971

99%1D
S9%1D

TOVTD

iaan
S¥PT0

@ <CEesIn
@ TESTV

30S Ribosomal Protein S2

e Molecule 2

10%

o N S D
©©0Y QO ©®o
A< =Ee BHa

11%

39%

38%

3%

Chain AB: -

8G1

9G4
9G4

€94

197

8¥I
LYL

il
44!

O%H
6€1
8€D

§I

9zd

11T

64
8

Ly
9%Th

jadxt

(4729
15745

LETYH

@ 6214

1271
9214

48

6114
8TTT

STTT
9%
E€TTH

1118

8.Lb
LLY

25}

902a
$§02a
702N

1021

c¢6TSs
T61a
06TL
68TQ

L8171

78TA

18174
0811
B6LTH

*

iZA9 %
ELTY

3

0STS
6%TT

30S Ribosomal Protein S2

e Molecule 2

5%

10%

10%

44%

aQ ~
lew
= (2]

36%

Chain CB

€LL

691
891
191
794

191
09a

YSL

[4ctc
18T

8¥I

O%H

TEX

co o
o~ o0
Ih I“

©
N
A

STA

eTY

1

63

(44!
wid
0%TH

8ETT
LETH

78TA

2811

08T1
6LT4

21749

SETS

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V9S

Page 31

30S Ribosomal Protein S3
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e Molecule 5: 30S Ribosomal Protein S5
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