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and/or a peptidyl-tRNA analog
Authors : Melnikov, S.; Mailliot, J.; Shin, B.-S.; Rigger, L.; Yusupova, G.; Micura, R.;
Dever, T.E.; Yusupov, M.
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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 (1) symbol.

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

MolProbity : FAILED

Mogul : 1.8.5 (274361), CSD as541be (2020)
Xtriage (Phenix) : 1.13
EDS : FAILED
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.13



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
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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.
There are no overall percentile quality scores available for this entry.

MolProbity and EDS failed to run properly - the sequence quality summary graphics cannot be
shown.
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2  Entry composition (i)

There are 88 unique types of molecules in this entry. The entry contains 402683 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 Saccharomyces cerevisiae S288¢c RDN37-1 miscRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 2 178l ?Zl;);?é 16375 6520 12(293 1722 0 1 0
1 6 1795 ?:1;%0;25 17?05 6?(]33 12(;96 17%6 0 1 0
e Molecule 2 is a protein called 40S ribosomal protein SO-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 S0 206 nga;] 1()014 21;18 223 3 0 0 0
2 50 206 ?ggl 10017 22]1 2%)3 g 0 0 0
e Molecule 3 is a protein called 40S ribosomal protein S1-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 51 214 ?%Zl 1(%4 BTO 3(1)1 i 0 0 0
3 51 216 ?;t;;l 10(;1 3?2 3(1)5 i 0 0 0
e Molecule 4 is a protein called 40S ribosomal protein S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 52 217 ?2;1 10(317 21§9 2(9)7 g 0 0 0
4 52 217 ?é?f%l 1(517 215\319 2(9)7 g 0 0 0

e Molecule 5 is a protein called 40S ribosomal protein S3.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g 53 223 1734 1101 313 314 6 0 0 0
Total C N O S
g 83 223 1734 1101 313 314 6 0 0 0
e Molecule 6 is a protein called 40S ribosomal protein S4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 S4 260 2068 1316 3893 360 3 0 0 0
Total C N O S
6 54 260 2068 1316 389 360 3 0 0 0
e Molecule 7 is a protein called 40S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 55 206 1609 1007 300 299 3 0 0 0
Total C N O S
7 5 206 1609 1007 300 299 3 0 0 0
e Molecule 8 is a protein called 40S ribosomal protein S6-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 56 226 1799 1129 346 321 3 0 0 0
Total C N O S
8 56 218 1755 1102 337 313 3 0 0 0
e Molecule 9 is a protein called 40S ribosomal protein S7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
9 | w7 184 1481 951 265 265 0 0 0
Total C N O
O | 87 186 1491 957 267 267 0 0 0
e Molecule 10 is a protein called 40S ribosomal protein S8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 S8 188 1489 925 298 264 2 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 S
10 58 188 1489 925 298 264 2 0 0 0
e Molecule 11 is a protein called 40S ribosomal protein S9-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 59 18 1494 943 289 261 1 0 0 0
Total C N O S
1 59 18 1494 943 289 261 1 0 0 0
e Molecule 12 is a protein called 40S ribosomal protein S10-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 o 96 773 500 126 145 2 0 0 0
Total C N O S
12 0 %6 762 491 125 144 2 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
Co 89 ALA GLY conflict UNP Q08745
c0 91 ALA GLY conflict UNP Q08745
e Molecule 13 is a protein called 40S ribosomal protein ST11-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 Cl 155 1213 774 230 206 3 0 0 0
Total C N O S
13 cl 146 1168 747 221 197 3 0 0 0
e Molecule 14 is a protein called 40S ribosomal protein S12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 C2 124 892 562 156 172 2 0 0 0
Total C N O S
14 c2 124 892 562 156 172 2 0 0 0

There are 4 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment | Reference
C2 104 ALA GLY conflict UNP P48589
C2 110 ALA GLY conflict UNP P48589
c2 104 ALA GLY conflict UNP P48589
c2 110 ALA GLY conflict UNP P48589

e Molecule 15 is a protein called 40S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 C3 150 1192 759 224 207 2 0 0 0
Total C N O S
15 c3 150 1192 759 224 207 2 0 0 0

e Molecule 16 is a protein called 40S ribosomal protein S14-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEEEE
161 cd 128 Tsaozfgl 532 1218 1(?6 g 0 0 0
e Molecule 17 is a protein called 40S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 5 124 1;)O7t? 1 6(232 115\512 1(6?6 ? 0 0 0
17 e 155 ?8;;1 6(;8 1156 1(7)8 ? 0 0 0

e Molecule 18 is a protein called 40S ribosomal protein S16-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O
18 C6 141 1105 708 203 194 0 0 0

Total C N O
18 <6 142 1111 711 204 196 0 0 0

e Molecule 19 is a protein called 40S ribosomal protein S17-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 o7 120 926 577 177 170 2 0 0 0

Continued on next page...



Page 7

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

19 e 17 T900tgL | 523 11;14 1(37 2 0 0 0
e Molecule 20 is a protein called 40S ribosomal protein S18-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 8 145 1;(1);321 733 215\317 2(1)0 3 0 0 0
200 <8 145 ?(1);21 723 21;]7 2(1)() 2 0 0 0

e Molecule 21 is a protein called 40S ribosomal protein S19-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 <9 143 1;(1)5321 6(934 2158 2(38 g 0 0 0
2] @ 143 ?1);21 6(9]4 2138 2(38 3 0 0 0

e Molecule 22 is a protein called 40S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 bo 107 1;%0;;1 5(?39 115\)I6 1?9 ? 0 0 0
IR HEEEEE

e Molecule 23 is a protein called 40S ribosomal protein S21-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| ot |8 |Gl s s | 0| 0 |0
wa | w [ SO NS o |

e Molecule 24 is a protein called 40S ribosomal protein S22-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24| b2 129 | 100 g0 138 130 3 0 : 0
24 d2 129 ?gt;il 6?0 11§8 120 g 0 0 0

WO RLDWIDE

PROTEIN DATA BANK




Page 8

Full wwPDB X-ray Structure Validation Report

e Molecule 25 is a protein called 40S ribosomal protein S23-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
25 b3 144 T(l)t;il 7%]8 21;0 1(31 2 0 0 0
25 d3 144 T(l)t;il 7%8 21;0 1(31 2 0 0 0

e Molecule 26 is a protein called 40S ribosomal protein S24-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
26 ba 134 ?8%1 6(7]6 21§8 1(529 0 0 0
26 d4 134 ?8%1 6(7]6 21§8 1(529 0 0 0

e Molecule 27 is a protein called 40S ribosomal protein S25-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 Do 70 1;’)06? 1 3%0 11§4 909 0 0 0
27 d5 69 1;')05t§ 1 3?7 11§3 908 0 0 0

e Molecule 28 is a protein called 40S ribosomal protein S26-B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 DG o7 T706t§l 4(735 1120 1(2)9 g 0 0 0
28 d6 o7 T7O6t§l 4(735 12]0 1(2)9 g 0 0 0

e Molecule 29 is a protein called 40S ribosomal protein S27-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
9 | DT | sG5| 0 | 0 |0
9 | 4T | s Gy oo a5 | 0 | 0 |0

e Molecule 30 is a protein called 40S ribosomal protein S28-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 D8 63 497 306 99 91 1 0 0 0
Total C N O S
30 d8 63 497 306 99 91 1 0 0 0
e Molecule 31 is a protein called 40S ribosomal protein S29-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 DI 53 442 274 92 72 4 0 0 0
Total C N O S
31 d9 53 442 274 92 72 4 0 0 0
e Molecule 32 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 k0 60 475 299 98 77 1 0 0 0
e Molecule 33 is a protein called Ubiquitin-40S ribosomal protein S31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 El & 566 362 106 94 4 0 0 0
Total C N O S
33 el 7 608 388 117 99 4 0 0 0

e Molecule 34 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

34 SR 318 2437 1541 418 470 8 0 0 0
Total C N O S

34 sk 318 2442 1544 418 472 8 0 0 0

e Molecule 35 is a protein called Suppressor protein STM1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O

35 SM 159 1104 652 221 231 0 0 0
Total C N O

35 | sM 104 681 404 140 137 0 0 0
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e Molecule 36 is a RNA chain called 25S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
30 1 3148 67333 30076 12137 21972 3148 0 0 0
Total C N 0O P
30 g 3149 67354 30085 12140 21981 3148 0 0 0
e Molecule 37 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
37 3 121 2579 1152 461 845 121 0 0 0
Total C N 0O P
37 7 121 2579 1152 461 845 121 0 0 0
e Molecule 38 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O P
38 4 158 3353 1500 586 1109 158 0 0 0
Total C N O P
38 8 158 3353 1500 586 1109 158 0 0 0
e Molecule 39 is a protein called 60S ribosomal protein L2-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 L2 252 1914 1191 388 334 1 0 0 0
Total C N O S
39 12 252 1912 1190 388 333 1 0 0 0
e Molecule 40 is a protein called 60S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 L3 386 3075 1950 584 533 8 0 0 0
Total C N O S
40 13 386 3075 1950 584 533 8 0 0 0

e Molecule 41 is a protein called 60S ribosomal protein L4-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N
41 L4 361 2748 1729 522 494 0 0 0
Total C N
41 14 361 2748 1729 522 494 0 0 0
e Molecule 42 is a protein called 60S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N
42 L5 296 2375 1501 414 458 0 0 0
Total C N
42 15 294 2359 1489 412 456 0 0 0
e Molecule 43 is a protein called 60S ribosomal protein L6-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N
43 L6 156 1239 800 222 216 0 0 0
Total C N
43 16 157 1248 806 224 217 0 0 0
e Molecule 44 is a protein called 60S ribosomal protein L7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N
44 L7 222 1784 1151 324 308 0 0 0
Total C N
4 7 223 1791 1155 325 310 0 0 0
e Molecule 45 is a protein called 60S ribosomal protein L8-A (eL8).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N
45 L8 233 1804 1151 323 327 0 0 0
Total C N
15 18 231 1764 1131 316 314 0 0 0
e Molecule 46 is a protein called 60S ribosomal protein L9-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N
46 L9 191 1518 963 274 277 4 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

16 19 191 ?gtlaél 9%]3 21;14 2(7)7 ASL 0 0 0
e Molecule 47 is a protein called 60S ribosomal protein L10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

v mo 213 f?t;;l 10(;)4 31;5 287 2 0 0 0
e Molecule 48 is a protein called 60S ribosomal protein L11-B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Wl | w (TEONDET 0 | o
48] ml 169 ?gg 827 22]3 229 i 0 0 0

e Molecule 49 is a protein called 60S ribosomal protein L13-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
49 M3 193 ?ggl 9(632 311]5 226 0 0 0
i 194 ?éffél 9(635 31116 2%)7 0 0 0

e Molecule 50 is a protein called 60S ribosomal protein L14-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 M4 136 ?gt’f)a?;l 6?5 11;9 1(7)7 2 0 0 0
50| md 157 ng 6(7}8 21(\)10 1?9 g 0 0 0

e Molecule 51 is a protein called 60S ribosomal protein L15-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oL M5 05000 w7 s 2 0 0 0
L | mo 203 ??tz?)l 10077 31(\5]1 2(;1 ? 0 0 0
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e Molecule 52 is a protein called 60S ribosomal protein L16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
b2 M6 197 1555 1003 289 262 1 0 0 0
Total C N O S
52 | m6 197 1555 1003 289 262 1 0 0 0
e Molecule 53 is a protein called 60S ribosomal protein L17-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
53 M7 183 1420 882 281 257 0 0 0
Total C N O
o3 m7 159 1227 764 238 225 0 0 0
e Molecule 54 is a protein called 60S ribosomal protein L18-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o4 M8 18 1441 908 290 241 2 0 0 0
Total C N O S
o4 m8 18 1441 908 290 241 2 0 0 0
e Molecule 55 is a protein called 60S ribosomal protein L19-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
05 M9 188 1521 935 326 260 0 0 0
Total C N O
55 | md 188 1521 935 326 260 0 0 0
e Molecule 56 is a protein called 60S ribosomal protein L20-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o0 NO 172 1445 930 267 244 4 0 0 0
Total C N O S
56 no 172 1445 930 267 244 4 0 0 0

e Molecule 57 is a protein called 60S ribosomal protein L21-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o7 N 159 1276 805 246 221 4 0 0 0
Total C N O S
o7 nl 159 1276 805 246 221 4 0 0 0
e Molecule 58 is a protein called 60S ribosomal protein L22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o8 N2 100 796 516 131 149 0 0
Total C N O
o8 n2 98 778 505 127 146 0 0
e Molecule 59 is a protein called 60S ribosomal protein L23-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o9 N3 136 1003 628 189 179 7 0 0 0
Total C N O S
59 n3 136 1003 628 189 179 7 0 0 0
e Molecule 60 is a protein called 60S ribosomal protein L24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
60 N4 8 699 443 137 118 1 0 0 0
Total C N O S
60 nd 135 1038 651 206 180 1 0 0 0
e Molecule 61 is a protein called 60S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
61 | N5 121 964 620 169 173 2 0 0 0
Total C N O S
61 no 120 959 617 168 172 2 0 0 0
e Molecule 62 is a protein called 60S ribosomal protein L.26-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
62 N6 126 993 625 192 176 0 0 0
Continued on next page...



Page 15 Full wwPDB X-ray Structure Validation Report 5DGV
Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
62 né 126 993 625 192 176 0 0 0
e Molecule 63 is a protein called 60S ribosomal protein L27-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
63 N7 135 1092 710 202 180 0 0 0
Total C N O
63 nt 135 1092 710 202 180 0 0 0
e Molecule 64 is a protein called 60S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
64 N8 148 1173 749 231 190 3 0 0 0
Total C N O S
64 n8 148 1173 749 231 190 3 0 0 0
e Molecule 65 is a protein called 60S ribosomal protein L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
65 N9 o8 462 289 100 73 0 0 0
Total C N O
65 n9 o8 462 289 100 73 0 0 0
e Molecule 66 is a protein called 60S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
66 1 OO0 7 743 479 124 139 1 0 0 0
Total C N O S
66 | o0 100 767 492 128 146 1 0 0 0
e Molecule 67 is a protein called 60S ribosomal protein L31-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
67 1 Ol 109 876 556 167 152 1 0 0 0
Total C N O S
67 ol 109 883 559 167 156 1 0 0 0
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e Molecule 68 is a protein called 60S ribosomal protein L.32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
68 02 127 1020 647 205 167 1 0 0 0
Total C N O S
68 02 127 1020 647 205 167 1 0 0 0
e Molecule 69 is a protein called 60S ribosomal protein L33-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
69 03 106 850 540 165 144 1 0 0 0
Total C N O S
69 03 106 850 540 165 144 1 0 0 0
e Molecule 70 is a protein called 60S ribosomal protein L34-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
70 04 112 880 545 179 152 4 0 0 0
Total C N O S
70 o4 112 880 545 179 152 4 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
04 ? - LYS deletion UNP P&7262
o4 ? - LYS deletion UNP P87262
e Molecule 71 is a protein called 60S ribosomal protein L35-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
il 05 119 969 615 186 167 1 0 0 0
Total C N O S
i 05 119 965 612 185 167 1 0 0 0
e Molecule 72 is a protein called 60S ribosomal protein L36-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 06 % 771 481 156 132 2 0 0 0
Continued on next page...
gPDB



Page 17

Full wwPDB X-ray Structure Validation Report

5DGV
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

2| o6 %9 T7O7t8L | 421 1216 1(?31 2 0 0 0
e Molecule 73 is a protein called 60S ribosomal protein L37-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
[E 07 87 1;30;;11 4?4 114\1]8 1(1)4 i 0 0 0
Bt 87 Tﬁostf | 4?4 1128 1(1)4 g 0 0 0

e Molecule 74 is a protein called 60S ribosomal protein L38.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
& 08 [ TGOlt;l 3(;1 111]5 1(36 0 0 0
o8 " T600t§ | 3(;8 11114 1(36 0 0 0

e Molecule 75 is a protein called 60S ribosomal protein L39.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

75| o9 50 ngl 2(732 91\; 6% g 0 0 0
e Molecule 76 is a protein called Ubiquitin-60S ribosomal protein L40.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

76 a0 02 T401t;Il 2?9 513\2 (?7 § 0 0 0
e Molecule 77 is a protein called 60S ribosomal protein L41-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Tl | B g gy 0 0 |0
mla | B s e 0 | 0 |0
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e Molecule 78 is a protein called 60S ribosomal protein L42-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
B Q2 105 847 534 170 138 5 0 0 0
Total C N O S
B q2 105 847 534 170 138 5 0 0 0
e Molecule 79 is a protein called 60S ribosomal protein L43-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
& Q3 Il 694 429 138 121 6 0 0 0
Total C N O S
& a3 Il 694 429 138 121 6 0 0 0
e Molecule 80 is a protein called 40S ribosomal protein S30-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
80 e0 62 491 309 101 80 1 0 0 0
e Molecule 81 is a protein called 60S ribosomal protein L12-A (uL11).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
81| m2 150 750 450 150 150 0 0 0
e Molecule 82 is a protein called 60S acidic ribosomal protein PO.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
821 »0 143 1076 686 192 195 3 0 0 0
e Molecule 83 is a protein called 60S ribosomal protein P1 alpha/P2 beta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
83 pl 47 235 141 47 47 0 0 0

e Molecule 84 is a protein called 60S ribosomal protein P1 alpha/P2 beta.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
84 p2 46 230 138 46 46 0 0 0

e Molecule 85 is a RNA chain called DNA (5-R(*CP*CP*(8AN)*(Pro)*(Pro))-3’).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
8 C g 73 33 14 19 2 0 0 0
Total C N O P
8 b g 76 33 14 21 3 0 0 0

e Molecule 86 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

36 a0 1 Total Zn 0 0
1 1

86 D6 1 Total = Zn 0 0
1 1

36 Q2 1 Total Zn 0 0
1 1

86 el 1 Total ~ Zn 0 0
11

36 Q3 1 Total Zn 0 0
11

86 D9 1 Total = Zn 0 0
11

86 El 1 Total ~ Zn 0 0
11

36 Q0 1 Total Zn 0 0
11

86 d7 1 Total  Zn 0 0
11

36 @3 1 Total 7Zn 0 0
11

86 d9 1 Total = Zn 0 0
11

86 D7 1 Total ~ Zn 0 0
11

86 d6 1 Total ~ Zn 0 0
11

86 o7 1 Total ~ Zn 0 0
11

86 07 1 Toltal Zln 0 0

Continued on next page...

WO RLDWIDE

£x

PROTEIN DATA BANK



Page 20

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
86 Q2 1 Tofal Zln 0 0

e Molecule 87 is SPARSOMYCIN (three-letter code: SPS) (formula: Ci3H19N305S2).

SPS

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O S
87 C 1 23 13 3 5 2 0 0
Total C N O S
87 D 1 23 13 3 5 2 0 0

e Molecule 88 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
38 D 1 Total Mg 0 0
1 1
88 C 1 Toltal l\gg 0 0

MolProbity and EDS failed to run properly - this section is therefore empty.
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3 Data and refinement statistics (i)

EDS failed to run properly - this section is therefore incomplete.

Property Value Source
Space group P1211 Depositor
Cell constants 437.14A  287.91A 303.85A .
Depositor
a, b, c,a, 8,7y 90.00° 98.76° 90.00°
Resolution (A) 149.05 - 3.10 Depositor
/0 Data completencss 99.9 (149.05-3.10) Depositor
(in resolution range)
Rinerge 0.56 Depositor
Raym (Not available) Depositor
<I/o(l)>"1 1.50 (at 3.07A) Xtriage
Refinement program PHENIX Depositor
R, Ryree 0.238 , 0.284 Depositor
Wilson B-factor (A?) 73.7 Xtriage
Anisotropy 0.085 Xtriage
L-test for twinning” <|L| > =049, < L?> = 0.31 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 402683 wwPDB-VP
Average B, all atoms (A?) 75.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.44 % 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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4 Model quality (i)

4.1 Standard geometry (i)

MolProbity failed to run properly - this section is therefore empty.

4.2 Too-close contacts (i)

MolProbity failed to run properly - this section is therefore empty.

4.3 Torsion angles (i)

4.3.1 Protein backbone (1)

MolProbity failed to run properly - this section is therefore empty.

4.3.2 Protein sidechains (1)

MolProbity failed to run properly - this section is therefore empty.

4.3.3 RNA (D

MolProbity failed to run properly - this section is therefore empty.

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

2 non-standard protein/DNA /RNA residues are modelled in this entry.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | " ' RMSZ | #(Z] > 2| Counts | RMSZ | #]Z| > 2
85 | 8AN C 76 | 88,85 | 19,2425 | 1.06 1 (5%) | 13,3538 | 1.72 3 (23%)
85 | 8AN D 76 | 88,85 | 19,2425 | 1.02 1 (5%) | 13,35,38 | 1.45 3 (23%)



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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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
85 8AN C 76 | 88,85 - 1/3/25/26 | 0/3/3/3
85 8AN D 76 | 88,85 - 1/3/25/26 | 0/3/3/3

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
85 D 76 8AN | Ch-C4 | 2.37 1.47 1.40
85 C 76 8AN | C5-C4 | 2.35 1.47 1.40

All (6) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(®)
85 C 76 | 8AN | C4-C5-N7 | -3.30 105.96 109.40
85 C 76 | 8AN | N3-C2-N1 | -3.00 123.99 128.68
85 D 76 8AN N3-C2-N1 | -2.67 124.50 128.68
85 C 76 | 8AN | C2-C3-C4’ | 2.22 105.78 102.68
85 D 76 SAN C4-C5-N7 | -2.17 107.14 109.40
85 D 76 | 8AN | C2-C3-C4" | 2.16 105.69 102.68

There are no chirality outliers.

All (2) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
85 C 76 | 8AN | C4-C5-05’-P
85 D 76 | 8AN | C4-C5-05’-P

There are no ring outliers.

No monomer is involved in short contacts.

4.5 Carbohydrates (i)

There are no monosaccharides in this entry.

4.6 Ligand geometry (i)

Of 20 ligands modelled in this entry, 18 are monoatomic - leaving 2 for Mogul analysis.
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In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o 'RMSZ | #|2|>2 | Counts | RMSZ | #|7] > 2
87 SPS D 3401 | 88 |20,23,23 | 3.41 11 (55%) | 18,30,30 | 3.15 9 (50%)
87 SPS C 3401 | 88 |20,23,23 | 3.40 10 (50%) | 18,30,30 | 3.16 10 (55%)

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
87 SPS D 3401 88 - 5/15/18/18 | 0/1/1/1
87 | SPS | C [3401] 88 ] 2/15/18/18 | 0/1/1/1

All (21) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
87 D 3401 | SPS | C9-C10 | -8.01 1.31 1.48
87 C 3401 | SPS | C9-C10 | -7.93 1.31 1.48
87 C 3401 | SPS C9-C8 7.59 1.52 1.33
87 D 3401 | SPS C9-C8 7.57 1.52 1.33
87 D 3401 | SPS | O13-C13 | -5.72 1.18 1.42
87 C 3401 | SPS | O13-C13 | -5.33 1.19 1.42
87 C 3401 | SPS | C10-N11 | 4.42 1.45 1.34
87 C 3401 | SPS | O15-S15 | 4.12 1.65 1.50
87 D 3401 | SPS | O15-S15 | 4.00 1.64 1.50
87 D 3401 | SPS | C10-N11 | 3.58 1.43 1.34
87 C 3401 | SPS C6-C8 | 3.21 1.54 1.47
87 C 3401 | SPS | O10-C10 | -3.08 1.18 1.24
87 D 3401 | SPS | O10-C10 | -3.06 1.18 1.24
87 D 3401 | SPS 01-C1 | -2.40 1.18 1.24
87 D 3401 | SPS C3-N4 | -2.37 1.33 1.38
87 D 3401 | SPS C1-C6 | -2.35 1.37 1.43
87 C 3401 | SPS 01-C1 | -2.32 1.18 1.24
87 C 3401 | SPS C3-N4 | -2.30 1.33 1.38
87 D 3401 | SPS C6-C8 2.21 1.52 1.47

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

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
87 D 3401 | SPS C3-N2 | -2.21 1.33 1.38
87 C 3401 | SPS C3-N2 | -2.06 1.34 1.38

All (19) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
87 C 3401 | SPS C1-N2-C3 8.19 122.05 115.14
87 D 3401 | SPS C1-N2-C3 6.64 120.75 115.14
87 C 3401 | SPS C6-C1-N2 -6.30 120.01 124.40
87 D 3401 | SPS | C12-N11-C10 | -5.67 114.57 122.57
87 D 3401 | SPS | O15-S15-C14 | 5.09 113.26 106.09
87 D 3401 | SPS C6-C1-N2 -4.85 121.02 124.40
87 C 3401 | SPS | C18-S17-C16 | 3.69 110.32 100.10
87 C 3401 | SPS | C9-C10-N11 | 3.17 120.66 114.56
87 D 3401 | SPS | O10-C10-N11 | -3.11 118.25 122.35
87 D 3401 | SPS | O13-C13-C12 | 3.09 119.92 111.95
87 C 3401 | SPS | O15-S15-C14 | 3.07 110.41 106.09
87 D 3401 | SPS C9-C10-N11 | 2.99 120.30 114.56
87 C 3401 | SPS | O13-C13-C12 | 2.90 119.44 111.95
87 C 3401 | SPS | C12-N11-C10 | -2.84 118.57 122.57
87 C 3401 | SPS | O10-C10-N11 | -2.63 118.88 122.35
87 D 3401 | SPS | C18-S17-C16 | 2.62 107.34 100.10
87 D 3401 | SPS | C14-C12-C13 | -2.49 106.43 111.74
87 C 3401 | SPS C7-C5-N4 2.08 119.70 116.49
87 C 3401 | SPS | O15-S15-C16 | 2.02 108.87 106.47

There are no chirality outliers.

All (7) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms

87 D 3401 | SPS | C14-C12-C13-0O13
87 D 3401 | SPS | C12-C14-S15-015
87 D 3401 | SPS | C12-C14-S15-C16
87 C 3401 | SPS | C14-C12-C13-0O13
87 C 3401 | SPS | N11-C12-C13-0O13
87 D 3401 | SPS C5-C6-C8-C9

87 D 3401 | SPS | N11-C12-C14-S15

There are no ring outliers.

No monomer is involved in short contacts.

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

There are no such residues in this entry.


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

Page 27

Full wwPDB X-ray Structure Validation Report

5DGV

4.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 2 2
81 m2 2
35 sM 1
12 c0 1
35 SM 1

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 sM 153:ALA C 154:UNK N 39.08
1 SM 141:ALA C 151:UNK N 25.76
1 c0 84:GLU C 87:HIS N 8.48
1 m2 23:UNK C 28:UNK N 3.80
1 m2 52:UNK C 54:UNK N 3.61
1 2 1716:C 03’ 1717:G P 3.20
1 2 1685:G 03’ 1686:C P 3.04



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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5 Fit of model and data (i)

5.1 Protein, DNA and RNA chains (i)

EDS failed to run properly - this section is therefore empty.

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

EDS failed to run properly - this section is therefore empty.

5.3 Carbohydrates (i)

EDS failed to run properly - this section is therefore empty.

5.4 Ligands (i)

EDS failed to run properly - this section is therefore empty.

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.

Electron density around SPS C 3401: \ 2FTN W
N URaie N KOs
2mF,-DF, (at 0.7 rmsd) in gray A ’ -__" : 1}‘"{_,‘_ " X ul
mF,-DF. (at 3 rmsd) in purple (negative) SR A “Q 3
and green (positive) AR



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands

Page 29 Full wwPDB X-ray Structure Validation Report 5DGV

Electron density around SPS D 3401:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

5.5 Other polymers (i)

EDS failed to run properly - this section is therefore empty.


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