WDRLDWI

WPDB

PROTEIN DATA BANK

& Unified Data Resource for 3DEM

wwPDB/EMDataBank EM Map/Model Validation
Summary Report (i)

Mar 2, 2017 — 12:39 pm GMT

PDBID : 3JAH

EMDB ID: : EMD-3039

Title : Structure of a mammalian ribosomal termination complex with ABCEIL,
eRF1(AAQ), and the UAG stop codon
Authors : Brown, A.; Shao, S.; Murray, J.; Hegde, R.S.; Ramakrishnan, V.
Deposited on :  2015-06-10
Resolution : 3.45 A(reported)
Based on PDB ID : 1DT9, 4V51, 3J7P, 3J92, 3BK7

This is a wwPDB/EMDataBank EM Map/Model Validation Summary Report
for a publicly released PDB/EMDB entry.

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
http://wwpdb.org/validation /2016 /EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

MolProbity : 4.02b-467
Mogul : 1.7.2 (RC1), CSD asb38be (2017)
Percentile statistics : 20161228.v01 (using entries in the PDB archive December 28th 2016)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)

Validation Pipeline (wwPDB-VP) : recalc29047


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

Page 2 wwPDB/EMDataBank EM Map/Model Validation Summary Report 3JAH

1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.45 A.

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

Metric Percentile Ranks Value
Clashscore I | - S
Ramachandran outliers T 3.5%
Sidechain outliers T 12.7%
RNA backbone I | W 0.39
Worse Better

0 Percentile relative to all structures

[l percentile relative to all EM structures

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

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

Mol | Chain | Length Quality of chain
1 A 244 76% 18% 5%
2 B 394 76% 21%
3 C 362 71% 26%
4 D 292 79% 18%
5 E 248 65% 25% 5% 5%
6 F 225 76% 20% -
7 G 241 78% 22%
8 H 190 81% 17%

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

Mol | Chain | Length Quality of chain

9 I 213 71% 21% e
10 J 169 80% 19% .
11 L 210 69% 209% B
12 M 138 79% 20% .
13 N 203 80% 18% .
14 O 199 73% 23% o
15 P 153 84% 4% .
16 Q 187 81% % .
17 R 180 74% 21% o
18 S 175 78% 18% o
19 T 159 80% 19% .
20 U 99 84% 1% 5%
21 \Y 131 81% 18%

22 W 63 84% 14%

23 X 119 82% 16%

24 Y 134 81% 14%

25 7 135 3% 24% B
26 147 89% 11%
27 b 75 92% 8%
28 c 94 86% 14%

29 d 107 85% 13%

30 e 128 84% 16%

31 f 109 83% 17%

32 g 114 86% 13%

33 h 122 88% 11%

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

Mol | Chain | Length Quality of chain
34 i 102 91% 9%
35 j 86 83% 15%
36 k 69 84% 14%
37 1 50 84% 16%
38 m 52 83% 17%
39 n 23 83% 17%
40 0 104 86% 13%
41 p 91 92% 8%
42 r 125 78% 18%
43 S 198 90% 10%
44 t 163 80% 20%
45 1 15 73% 20% T
46 2 76 59% 32% Tow
47 3 75 33% 39% 20% 8%
48 5 3662 46% 40% 13%
49 7 120 64% 31% 5%
50 8 156 40% 47% 12%
51 9 1719 45% 41% 13%
52 AA 208 70% 28% .
53 BB 213 73% 23% o
54 CC 218 74% 23% o
55 DD 227 81% 18%
56 EE 262 65% 27% %
57 FF 191 68% 28% o
58 GG 237 75% 21% =
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Continued from previous page...

Mol | Chain | Length Quality of chain
59 HH 189 71% 24% =
60 II 206 69% 30% .
61 JJ 185 75% 18% “6% -
62 KK 98 71% 27% =
63 LL 152 70% 24% o
64 MM 124 75% 24% .
65 NN 150 76% 22% B
66 00 136 67% 23% 7%
67 PP 127 75% 21% o
68 QQ 141 7% 20% o
69 RR 129 78% 19% o
70 SS 137 74% 20% T
71 TT 141 79% 16% 5%
72 [810) 104 75% 22% i
73 \AY 83 73% 24% B
74 Ww 129 65% 29% 506 -
75 XX 141 2% 23% 5
76 YY 126 73% 22% 5
7 77 75 7% 23%
78 aa 98 81% 19%
79 bb 83 80% 20%
80 cc 61 80% 20%
81 dd 53 81% 19%
82 ee o7 82% 16%
83 ft 68 87% 9%
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Continued from previous page...
Mol | Chain | Length Quality of chain
84 gg 313 90% 9%
85 hh 12 2% 58%
86 ii 416 89% 10%
87 j] 594 91% 5%
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2 Entry composition (i)

There are 91 unique types of molecules in this entry. The entry contains 226454 atoms, of which
0 are hydrogens and 0 are deuteriums.

In the tables below, the AltConf column contains the number of residues with at least one atom
in alternate conformation and the Trace column contains the number of residues modelled with at
most 2 atoms.

e Molecule 1 is a protein called ul.2.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 A 244 1868 1171 382 309 6 0 0
e Molecule 2 is a protein called uL.3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 B 394 3148 2007 591 537 13 0 0
e Molecule 3 is a protein called ul.4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 C 362 2884 1814 578 478 14 0 0

There are 3 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
C 361 LYS - EXPRESSION TAG | UNP G1SVW5
C 362 LYS - EXPRESSION TAG | UNP G1SVW5
C 363 SER - EXPRESSION TAG | UNP G1SVW5
e Molecule 4 is a protein called uLL18.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 D 292 2386 1509 437 426 14 0 0
e Molecule 5 is a protein called eL.6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
g b 236 1898 1215 362 318 3 0 0
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e Molecule 6 is a protein called uL30.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
0 K 225 1870 1202 358 301 9 0 0
e Molecule 7 is a protein called eL8.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 G 241 1934 1233 371 326 4 0 0

There is a discrepancy between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
G 191 GLY CYS CONFLICT | UNP G1STWO
e Molecule 8 is a protein called uL6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 H 190 1516 954 284 272 6 0 0
e Molecule 9 is a protein called uLL16.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
J I 204 1655 1051 319 272 13 0 0
e Molecule 10 is a protein called uL5.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 J 169 1353 855 252 240 6 0 0
e Molecule 11 is a protein called elL13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 L 210 1703 1065 354 280 4 0 0

e Molecule 12 is a protein called elL14.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 M 138 1137 727 221 182 7 0 0
e Molecule 13 is a protein called el.15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
13 N 203 1701 1072 359 266 4 0 0
e Molecule 14 is a protein called ul.13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
14 0 199 1638 1056 321 256 5 0 0
e Molecule 15 is a protein called uLi22.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 P 153 1242 776 241 216 9 0 0
e Molecule 16 is a protein called uli14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
16 Q 187 1506 941 311 249 5 0 0
e Molecule 17 is a protein called elL19.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
17 R 180 1508 933 328 238 9 0 0
e Molecule 18 is a protein called eL.20.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
18 S 175 1454 925 284 235 10 0 0

e Molecule 19 is a protein called eL.21.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
19 T 159 1298 823 252 217 6 0 0
e Molecule 20 is a protein called el.22.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
20 U % 808 518 141 147 2 0 0
e Molecule 21 is a protein called uli14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2LV 131 079 618 184 172 5 0 0
e Molecule 22 is a protein called el.24.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
22 w 63 528 337 103 85 3 0 0
e Molecule 23 is a protein called ul.23.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
23 X 119 976 624 183 168 1 0 0
e Molecule 24 is a protein called ul.24.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
24 Y 134 1115 700 226 186 3 0 0
e Molecule 25 is a protein called eL.27.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
25 Z 135 1107 714 208 182 3 0 0

e Molecule 26 is a protein called ul.15.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
26 2 147 1162 734 239 185 4 0 0
e Molecule 27 is a protein called el.29.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
21 b E 609 378 130 98 0 0
e Molecule 28 is a protein called eL30.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
28 s 732 465 130 131 6 0 0
e Molecule 29 is a protein called eLi31.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
201 d 107 888 560 171 155 2 0 0
e Molecule 30 is a protein called el.32.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
30 ¢ 128 1053 667 216 165 5 0 0
e Molecule 31 is a protein called eL.33.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
31 f 109 876 555 174 143 4 0 0
e Molecule 32 is a protein called el.34.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
32 & 114 906 566 187 147 6 0 0

e Molecule 33 is a protein called ul.29.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
33 h 122 1013 640 204 168 1 0 0
e Molecule 34 is a protein called eL36.
Mol | Chain | Residues Atoms AltConf | Trace
) Total C N O S
34 ! 102 830 520 176 129 5 0 0
e Molecule 35 is a protein called eL.37.
Mol | Chain | Residues Atoms AltConf | Trace
. Total C N O S
35 ] 86 705 434 155 111 5 0 0
e Molecule 36 is a protein called eL38.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
30 k 69 569 366 103 99 1 0 0
e Molecule 37 is a protein called el.39.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
37 1 50 444 281 98 64 1 0 0
e Molecule 38 is a protein called el.40.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
38 m 52 429 266 90 67 6 0 0
e Molecule 39 is a protein called elL41.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
39 i 23 222 134 61 25 2 0 0

e Molecule 40 is a protein called elL42.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
40 © 104 851 533 174 138 6 0 0
e Molecule 41 is a protein called el.43.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 P Il 708 445 136 120 7 0 0
e Molecule 42 is a protein called eL.28.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
42 ' 125 1001 621 206 168 6 0 0
e Molecule 43 is a protein called uLi10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
43 s 198 1523 969 265 280 O 0 0
e Molecule 44 is a protein called uLi11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
44 t 163 1238 773 230 230 5 0 0
e Molecule 45 is a protein called peptide.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 1 15 125 82 20 22 1 0 0
e Molecule 46 is a RNA chain called tRNA(Val).
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
46 ) 2 76 1616 723 201 527 75 0 0

e Molecule 47 is a RNA chain called tRNA(Lys).

WO RLDWIDE

£x

PROTEIN DATA BANK



Page 14 wwPDB/EMDataBank EM Map/Model Validation Summary Report
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
af 3 & 1593 712 281 526 74 0 0
o Molecule 48 is a RNA chain called 28S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
18 g 3662 78486 34947 14363 25515 3661 0 0
e Molecule 49 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
49 7 120 2558 1141 456 842 119 0 0
e Molecule 50 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
o0 8 156 3314 1480 585 1094 155 0 0
e Molecule 51 is a RNA chain called 18S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N @) P
ol ) 1719 36680 16371 6586 12005 1718 0 0
e Molecule 52 is a protein called uS2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o2 AA 208 1642 1045 289 300 8 0 0
e Molecule 53 is a protein called eS1.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
53 BB 213 1729 1098 309 308 14 0 0

e Molecule 54 is a protein called uSb5.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o cC 218 1692 1102 287 296 7 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
CC 194 ARG HIS CONFLICT | UNP G1TUT9
CC 228 GLY SER CONFLICT | UNP G1ITUT9
e Molecule 55 is a protein called uS3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
%5 bb 227 1764 1124 317 315 8 0 0
e Molecule 56 is a protein called eS4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
56 EE 262 2073 1323 384 357 9 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
EE 25 GLY SER CONFLICT | UNP G1TK17
e Molecule 57 is a protein called uS7.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o7 FF 191 1509 943 286 273 7 0 0
e Molecule 58 is a protein called eS6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
o8 GG 237 1923 1200 387 329 7 0 0

e Molecule 59 is a protein called eS7.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
5 HH 189 1521 969 280 271 1 0 0
e Molecule 60 is a protein called eS8.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
60 1 206 1686 1058 332 291 5 0 0

There is a discrepancy between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
II 47 ARG GLY CONFLICT | UNP G1TJW1
e Molecule 61 is a protein called uS4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
61 JJ 185 1525 969 306 248 2 0 0
e Molecule 62 is a protein called eS10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
62 KK %8 827 539 148 134 6 0 0
e Molecule 63 is a protein called uS17.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
63 LL 152 1238 788 232 212 6 0 0
e Molecule 64 is a protein called eS12.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
64 MM 124 958 600 170 179 9 0 0

e Molecule 65 is a protein called uS15.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
65 NN 150 1208 773 229 205 1 0 0
e Molecule 66 is a protein called uS11.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
66 00 136 1016 621 199 190 6 0 0
e Molecule 67 is a protein called uS19.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
67 PP 127 1060 673 201 179 7 0 0
e Molecule 68 is a protein called uS9.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
08 QQ 141 1124 715 212 194 3 0 0
e Molecule 69 is a protein called eS17.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
69 RR 129 1047 658 193 191 5 0 0
e Molecule 70 is a protein called uS13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
0 53 137 1139 714 231 193 1 0 0
e Molecule 71 is a protein called eS19.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7l T 141 1102 692 212 195 3 0 0

There is a discrepancy between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment Reference
TT 119 GLY TRP CONFLICT | UNP G1TN62
e Molecule 72 is a protein called uS10.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
e Uvu 104 821 514 155 148 4 0 0
e Molecule 73 is a protein called eS21.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
[EI A 83 636 394 118 119 5 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
\YAY 3 ASN SER CONFLICT | UNP G1TMS&2
\YAY 4 ASP ASN CONFLICT | UNP G1TMS&2
\YAY 50 PHE SER CONFLICT | UNP G1TMS&2
\YAY 75 ALA SER CONFLICT | UNP G1TMS82
e Molecule 74 is a protein called uS8.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
& WW 129 1034 659 193 176 6 0 0
e Molecule 75 is a protein called uS12.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
& X 141 1098 693 219 183 3 0 0
e Molecule 76 is a protein called eS24.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
76 YY 126 1023 646 200 172 5 0 0

e Molecule 77 is a protein called eS25.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
v ZZ & 598 382 111 104 1 0 0
e Molecule 78 is a protein called eS26.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
e aa 8 781 486 161 129 5 0 0
e Molecule 79 is a protein called eS27.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
& bb 83 651 408 121 115 7 0 0
e Molecule 80 is a protein called eS28.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
80 | e 01 475 290 92 91 2 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
ce 18 ILE LEU CONFLICT | UNP G1TIB4
ce 20 LYS ARG | CONFLICT | UNP G1TIB4
ce 40 HIS ARG | CONFLICT | UNP G1TIB4
ce 42 THR ILE CONFLICT | UNP G1TIB4
e Molecule 81 is a protein called uS14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
81 | dd o3 445 278 90 72 5 0 0
e Molecule 82 is a protein called eS30.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
82 ee o7 457 282 101 73 1 0 0

e Molecule 83 is a protein called eS31.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
83 it 62 520 331 98 85 6 0 0

There is a discrepancy between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
ff ? - VAL DELETION | UNP G1SK22

e Molecule 84 is a protein called RACKI1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
84 g8 313 2436 1535 424 465 12 0 0

e Molecule 85 is a RNA chain called mRNA.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
8 hh 12 257 115 46 84 12 0 0

e Molecule 86 is a protein called eRF1.

Mol | Chain | Residues Atoms AltConf | Trace
.. Total C N O S
8 | u 416 3280 2087 559 623 11 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
il 183 ALA GLY ENGINEERED MUTATION | UNP P62495
il 184 ALA GLY ENGINEERED MUTATION | UNP P62495

e Molecule 87 is a protein called ABCE].

Mol | Chain | Residues Atoms AltConf | Trace
.. Total C N O S
87 N 576 4543 2904 779 829 31 0 0

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

WO RLDWIDE

£x

PROTEIN DATA BANK



Page 21 wwPDB/EMDataBank EM Map/Model Validation Summary Report 3JAH
Mol | Chain | Residues Atoms AltConf
38 P 1 Total Mg 0
1 1
Total Mg
88 g 1 1 1 0
88 | LL | Total - Mg 0
1 1
38 B 1 Total Mg 0
1 1
38 I 1 Total Mg 0
1 1
38 C 1 Total Mg 0
1 1
38 v 1 Total Mg 0
1 1
Total Mg
88 7 5 5 5 0
Total Mg
88 5 146 146 146 0
Total Mg
88 8 2 9 9 0
Total Mg
88 9 34 24 34 0
88 | hh | Toltal hgg 0

e Molecule 89 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf
29 . 1 Toltal Zln 0
29 o 1 Toltal Zln 0
29 j 1 Toltal Zln 0
29 ad 1 Total Zn 0

1 1

29 F 1 Toltal Zln 0
89 | aa 1 Toltal Zln 0
29 o 1 Toltal Zln 0
29 m 1 Toltal Zln 0
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e Molecule 90 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: FeySy).

FE4

SF4
S3

FE1

Fe

He s

Fe

S4
S1 FE3
Mol | Chain | Residues Atoms AltConf
.. Total Fe S
90 Jj 1 16 3 3 0
.. Total Fe S
90 Jj 1 16 3 3 0

e Molecule 91 is ADENOSINE-5-DIPHOSPHATE (three-letter code: ADP) (formula:
C1oH15N5010P2).
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Mol | Chain | Residues Atoms AltConf
.. Total C N O P
I 3 1 54 20 10 20 4 0
.. Total C N O P
I 3 I 54 20 10 20 4 0
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3 Residue-property plots (i)

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

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry. Residues are color-

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

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

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

not in the model, are shown in grey.

e Molecule 1: ul2

—
5%

18%

76%

Chain A:

I_ﬁ'

ved

ogyd

Lev

6TH

€10

€vTL
{4448

8€CI

3

veETH

9zey
TZeNn

8TCH
2120

ored
60CH

i

L67d

Y6IN

+

SLTI

S9TA

e Molecule 2: ul.3

8STI

V1L

{448

21%

76%

Chain B:

(4913

0ZTH
611X

3

STTA
P10

SOTA

€0TH

TOTL
00TYd
661

164

06A

L9A
994

cod
T9a

YL

Sy

TVA

64
8€S

T€S

6CA

674
8Td

1

vl

oty

LSTh

¥SCI

[4(4 )

[G74S
8%21

Ll

Tved
0vCT

8€TH

vecy

8CTA

0zzI

¥1ca
€12d

€0z

96TM

€871
(4%

08TT

LLTH

iZA%
€LTT

297D

S9TH

€911
29TA

9GTA

e
0STd
911
8ETh
SETH

62TV

1

£8€d

T8¢l

8.e4

0LelL

99¢e%
S9€7T

LGEY
95ex

2GeT
TGET

8%ed

ovel

TveN

L

€ELT
62ed
vier

€T€S
(455}

8.2l

cLTH

992ZA

29CA

e Molecule 3: ul4

26%

71%

Chain C:

€ETT
CETY

0ETY
62TV
8211

{4429

(4498

3

€TTY

80TM

TOTH

86D

S6N

680

984

084

L.d
9.1

ELA

1.4

LOM
998

LS1

SSS

44!

igas
S¥CH
LTI
CETA
6221
82Tl
praan

j£449

€1

07CI

8020

70Ty

S6TX

€6TX

88TY

18T

LLTM

SLTY

89TA

9974
S9TX

T9TA
091D

8STA
LSTH

0STT

LYIA

445"
€VTY

9€TT

T9eN

8G€T
LSEY

1

8veEN

Shed

over
6EEL

9€eY

veel
€EEN

€TEN
[45°¢:

60€T

L0€X

£0eYd

-

€621

062S

1821l

78T

T8CH

S.2S

€LT71
TLTS
17X4 4

6923
892y
L9zM
9921
$S92H

Ll

{414y

i

e Molecule 4: ulL18

18%

79%

Chain D:

RLDWIDE

0O
PROTEIN DATA BANK

ZPDE
e

W

EMDataBank

Unified Data Resource for J0EM


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

3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 25

LLTL

6STA

¢Sty

9vTT

62T
821a

SCTA
4%}

[441:]

3

0TTT
60TT

SOTT
7011

6N

683

LLY
9.0

691

99X

290

LEA

8clL

€24

A

€624

182V

6.24

S6TH

68T

1818

6.74

el6

e Molecule 5

5%

5%

25%

65%

Chain E

CETH

6214

YCTH

L

8T1d

911a

S0T1

€0TA

T0TH

9634
S6a

T6A

0634

S$81

cLd

791

[4°)'1

6SA

1

91

-
fﬂ.l
(%]

[4:14)]
13149

L

6€ETL
8€CI

veea
[4>4cs

0€Ta
62cd

jz44)]
Teed

81C1
2120

902x
{44
L6TI

T6TI

7824
28¢1
992k
[414)]
8GTH
LSTI
9GTH
SG2d

€821

uL.30

e Molecule 6

20%

76%

Chain F

SLTV

CTLIL

0LTY
6971
89TY
¥oTI
T9TX
i

L%1d
498

(47458

LETI

Ll

8110

TOTN
00TI

864

76A

1

[43

063

28N

9L

[FX]

0,4

894

O9H

€94

+

91

=+

veea

+

9zTL

9128

4548

21ed
TTCM

el8

6024

[duat
T0TH

C6T1

e Molecule 7

0673
68TH

22%

78%

Chain G

9GTA

7811

TSTH
0STX

8v1a

ovTA

TETH

8CTA

STTA

€CTV

[4314]

1

0TTX
90TL
€0TY

00TH

16l
06d

181
98A

T8N
SLY
€4
€91
89d
191
SYI
veA
ced
TeT
0ed

62N
8CA

0%ZN

Teea

j/44%

j144 4
ozed

L1841
(o] g4ct
20T
0021l
6874
S8TY
7811

€8TI

LLTW

SL14

e Molecule 8

€LTT

04771

L9TA

6STH

LSTI

ul.6

17%

81%

Chain H

LL1a

€LTH

T9Th
T9TI

Il

2%

62TH
8CTTN

9TTA

+

8111

*

e Molecule 9

€874

ul16

21%

71%

Chain [

R LDWIDE

erbDeBe
EMDataBank

Unified Data Resource for J0EM

O
PROTEIN DATA BANK

W



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 26

i

*

SPIA
PPIN

ovTL
6ETY
8ETI

9ETN

8214

9CTA

661

161

€6d

884
181

—
)
=

670

28
i

€TN

[454¢

00CI

861X

uLb

e Molecule 10

19%

80%

Chain J

-
pa
A

0LTA

8970
2970

S9TM
LSTI
9GTH
SSTH

STV

TSTI

15428

SCTI
{445

611X
911D
E€TTI

A
() 413]

T6d
06y

€81
084
cLd
891
€94
SGSA
i
67A

veL
€e1

914

L

e Molecule 11

¥LTI

elL13

29%

Ll

69%

Chain L

YOIN
€0TH

00Td
66d

761

e

LLS

1.4
0LA

89L

S94

€91

190

6GA
8G1

994

2SS
TSV

674
8¥%d
LYY
Eias

1

Tocd

8614

g614

06TY

98TYH

cLTd

6971

S9TH

€9TA
[4:15')

89TYd

SSTH

8YTL

911
STTY

YETd

0ETA
62TH

€TTH

Ty

911y
STTD

ETTIN

e Molecule 12

TTT0
OTTT

LOTL

elL14

20%

79%

Chain M

1

0ETT

3

8TTIW

91T

T

el.15

e Molecule 13

18%

80%

Chain N

6974

TSTI

Lv1a

9€Ta
GETI

6214

seIs
ve1a

80Ty

7013

2otV

194

S94

T9I

€0CA

1

6610
8611
L6TL

C8TH

e Molecule 14

0874
6LTY

iZA%!

ul13

Ll

23%

B < 00
2 © [}
= <<

73%

Chain O

9TTH
0T1d
60Td
80TI

€0TH
{401 %

2%

CLH

0Ld

198

7oL

(420
oY
09y

4528

TSl

2128

YN

8€D
LEY

+

L2A
9zb

< w0
-
oA

o™
a =

~
=)

0
=4

9611
S6TA

6811

L8TH

6LTY

SLTH

S9TH

0914

€ETY
0ETH
6211
8¢TH
749"

L1TH

s
H
3
H

%
f
=}
2

Unified Data

O

=
-
i
a
:
3

4
Z
=
@
<
=
<
a
Z
w
=
o
.
a

W



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 27

e Molecule 15: ulL22

14%

84%

Chain P:

3

e Molecule 16: ulL14

17%

*

81%

= wn =

Chain Q:

EVTY

ov1s

(434S

80TY

SOTA

L6%

96d
S6A

€60

981

0 =0
Q=3
8 B

[
©
3

L9T

o)
Q
~

e Molecule 17:

~
00
—
£

98TA

8¥TA

el.19

21%

74%

Chain R:

€T

60TA

90771
SOTT

€0TY

L

8.0

cL1Y

Ll

€eTH

0ETN

Ll

6TTH

L1748

STTI

e Molecule 18: elL.20

18%

78%

Chain S:

€9TH

6GT1

LSTH
9GTH
SGTd

67T)

Ly1Q

CeTI

LTI

2011

864
LBA

T6H

888

988

281

0%

L9A

YSW
€94

PAZS

evd

-
L

111

£

N-

A

ELIN

TL14

e Molecule 19: el.21

6971

S9Td
ot

19%

80%

Chain T:

65T

L5743

TYIN

[474%!

TETD

81Td
L1

60TA

66S

64

183

S81

28D

08A

09

e Molecule 20: elL22

—
5%

11%

84%

Chain U:

e Molecule 21: ulL14

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3JAH

18%

*

81%

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 28
Chain V:

€CTA

€T

6013

90TA

voTA

TOTN

664

L6A

14%

84%

e Molecule 22: elL24

Chain W:

+

LS4

2¢SL

3

(5200

e Molecule 23: ul23

W1

STd

16%

82%

Chain X:

*

[4]5')

Sv1a

(2%
6ETYH

T€1d

6214

L1211

0z1a

+

(4344
1170

961

76N

9.1

6393

€94

084

ovd

154

6EX

14%

81%

e Molecule 24: ul24

Chain Y:

1

9CTYd

STTH

€84

08I
6LA

S.4
VLA

TLD

590

0sy
671

veT

8C)

ocd
SCI
¥ZH

614

~ 00-
£ |2

24%

73%

e Molecule 25: eL27

Chain Z:

I-

(435

0TTY

80TY

S6A

€63

T61

93V

<
0
=

(44

—
0
~

g
=

© ol
3] )
IB:I*I

ves

TEQ

621
8N

L14

STV

TTA

11%

89%

e Molecule 26: ulL15

Chain a:

2ETY

{249\

86V

(458

06V

v8d

9.a

€91

694

(4578

L9
9%

O%H
6€H

(4%

o
g
fxl

8%

R LDWIDE

erbDeBe
EMDataBank

Unified Data Resource for J0EM

O
PROTEIN DATA BANK

W

92%

*

e Molecule 28: eLL30

e Molecule 27: elL29

Chain b:



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 29

14%

86%

Chain c:

3

86a

7671

T6A

L84

181

8LN
LIN

194

654
08N
ovd
LEW

8CA

e Molecule 29: el.31

13%

85%

Chain d:

9TIN

LOTL

2011

Ll

064

S84

6LN

*

S

8vd

!

9EA

Teh

9zl

€cd

614

e Molecule 30: eL.32

16%

84%

Chain e:

1

9CTIN
S¢1d

€17

LOTN
90T

7018

e Molecule 31: eL33

17%

83%

Chain f:

3

L01d
90TA
SOTT

T0TI
00Ty

78A

08N
6.0

69A

98N

{48

ovd

0%d

8€d

Lea

9gY

€EA

9TYd

el.34

e Molecule 32:

13%

86%

Chain g:

STTH

00Th

e Molecule 33: ulL29

11%

88%

Chain h:

(445}
T2TA

L1714

70Tl

88L

1,94

S9b

oA

e Molecule 34: eL36

9%

91%

Chain i:

€0TX

684

e Molecule 35: eL37

184
98)

15%

83%

Chain j:

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



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

3JAH

G G g e 2 %Is-%-gl-g-ﬁ-l
B = " E4 =) B O 4 > (&) B4 "
e Molecule 36: eL38
Chain k: 84% 14% .
I—a-a-.s %-“I%-s-s-a g
x x = > 2 w B4 % =X
e Molecule 37: eL39
Chain 1: 84% 16%
I-$-§ ga=8=E EI%I
e Molecule 38: eL40
Chain m: 83% 17%
I : : m1
2 0 o 3 s 2 e G
= - — B4 ~oX ~ ~ =
e Molecule 39: el41
Chain n: 83% 17%
- o)
8™ s g'l
e Molecule 40: elL42
Chain o: 86% 13% .
I—:-:Iﬁ-s sl-g-s-s-%-:-a-s-g-§-l
£ = > awn (=4 = 9 ~ (&) = i a (=2
e Molecule 41: elL43
Chain p: 92% 8%
p
= E4 12 o~ =] o ~
e Molecule 42: elL28
Chain r: 78% 18% =

T24
E28
R107
M108
L118

® ©

- @ —“mmo @ O mmw © mmO mmoO
m M [l g < © © [ 0 - -
=4 wn = = o B = < ==} =

WO RLDWIDE

— ® 0O mm ©
p - AN N
< H X &= n

e Molecule 43: uLL10

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 31

10%

90%

Chain s

T02d

1610

S8T4

VLT

6714

VI

(4745

€ETT

60TV
80Td

901X

+

g

ool
I¥]
£

fg-
=

ul11

e Molecule 44

20%

80%

Chain t

6%TH
8¥%1d

vra
LETD
€T

vy

SOTL

A28

peptide

e Molecule 45

7%

20%

73%

Chain 1

89A

: tRNA(Val)

e Molecule 46

9%

32%

59%

Chain 2

S0

TLD

L99
990
S99

290
790
09V

8GV
S6n

¥sn
€90

Ly

{441

(049)
6€D

€10

6v
8N

: tRNA(Lys)

e Molecule 47

8%

20%

39%

33%

Chain 3

¥.L0
€LD
cLd

99n
S99

290
190
09n

o]
0
<

™
0
o

D
54
o

N ©
S &
S =)

0%D

LeY

< w0 o0 ©
a N o o0
(L) =] =3

Tey

910

110

6V
8N

99

70

e Molecule 48

re)
~
o

28S ribosomal RNA

13%

40%

46%

Chain 5

08D

L0
9LV

€LY
cL
TLD

69V

S9TV
%910

791D
091D

8GTV

169D
06D

6.2V

R LDWIDE

L.2D
9120

952D

¥52d
€92D
[4:(40)]

052D

8%2d
L%2D

S

6€CD
8€TO

SETV

O
PROTEIN DATA BANK

W

erbDeBe

EMDataBank

Unified Data Resource for J0EM



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 32

0E€ED

8CEY

szen

rTzen

61EV

aren
S1ED

0TeD

T0SD

L6%D

6870
88%D
L8%D

G870
v8vn

{42574

08%D
6.%D

9L¥D

€L%0

TLVV

897N

997V

(450}

0TPY
607D

€%90
2%9D

819D
4190
919D

v18n
€180

805D

S0SD

€050
2050

8Y%.LD

Yv.LD

LELD

3

L
it
H

8T.LD

ST.LD

CTLD
TTLY
0TLD
60LD

90LD
504D

ToLn
T0LD

6690
869D
169D

7690

£860
2860

S.160
%.60

896D

996Y

Y96V

196D

656D

966V

€960
256D

876D
Ly6D
976D
Sven

%60

8T6D
1269

ST6D

€260

126D

L8TTD
98110

€81T0
28110
18110

SLTTY

CTLTTD
TLTTD
0LTTD

L9TTD
007N
66010
860TD
L6010

16010
060TD

98070

€80TN

801D

%L01D

TL0TD

890TH
L90TD

S90TD
%901
TS01D
0S0TD
67010
87019

9660
766D

2660
1660

68601

9860

S92TH
%9210
€921V
29CTH

9G2TH
SGCTV

[4{4 %]

6¥C1D

PAZA
9YCTD

4445
€%CT0

E€ETTD

0ZeT1d
6121

€12TH

602TNn

902TD
S0CTH

€021

661D
86TT1D
LB6TTD
96TTD
S6TTD

€6TT0
26110
16110
06TTO
68TTD

6¥ETD

9%ETO
SYETY
YYETO

0%ETO
6EETN
8EETD
LEETY

0EETY

8CETD

9TETY

TTETY

€T€T0

60€TO
80€TD

Y0ETO
E0ETY

S621D
V6TV
€62T1D
2621
T621D
062TD
68210
88CTD
18TTD
98210
S8CTN

€8CTD
28CTD
18219

8.C1D
L.21D
9.21D

VLTIV
€LTTD

T.L21D

L9210

LBETY

76€TD

+

LBETY

G8ETD
78ETD
€8ETD
CB8ETD

LLETD
9LETD
SLETD
V.LETD

89€TY

i
3

v9eTN

TOETD
09€TD
6SETD

95€TN

€GETD

0SETD

00STV

L6YTY

687D

98V 1D

z8%1D
8%10

8L%1D

SL%1D
1254

89%1D
L9V1D
99%1D
7ov1ID

LSPTD
95V 1D

vSP1D

08710

(047450

SEVTD

TEVTO
0E7TD
62%1D

Elaa%)
4942

(4445
11425
(4441

8T¥1ID
PAS A

96STN

T6STD

vL91D
€LSTD

TLSTD

89STD

99STD

Y9STV

|

LSSTD

TSSTO
08STD
67310

LYSTY

T¥S10
0%STD
6ESTD
8ESTN

YESTY

S0STD
70STD

TOSTD

T89TY

L.910

04919

899TV

99910
S9910
79910

F

%9910

¥%910
€791V

T¥91D

6€9TN
8E9TV
LEITY

TEITY
0€9TY
6291D

29T
7425

619TD

91910

2091n

Y6LIV

+

28.T0

-

89.1D
L9L7V

¥9.L1D

T9L1D

VLIV

28810

6,810

981D

Zv81H
0%81D
6€8TN

€€81D
(43235
T€81D
0€8TD

82810
12810
9281H
SC8TV
€28TH

1281H

T181D

808TD
L08TD
908TH
S08TV
7081V

L

008TN
66.LTD

0L6TY

7961V

N¢mﬁ<
€E6TD
CEBTY
T€61D
0€6TN
626TY
82610

926TD
SC6T1D

€T6TY
2TETD
12610
02610
616TD
81670

€16T0

1681V

68810

S88TH

S702H
¥vozn
£v0Ty

Seoey
%202H

2202D

61020
81020
L102Y
91020

50029
%0020

200ey
1002H

6661V

L6610
96610
S66TD

€66T0
26610

0661V

886TD

98610
S861D

861D
08610
6L6TV

LL6TD
9L6TD

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3JAH

=
@]
o
Q
aat
>
~
<
g
g
=
N
=
.2
]
<
°
G
=
3
=
]
=
~
o
<
=
=
~
-
=
<
an)
<
=
a
=
£
T~
]
A
[al
E
=

)

o
<)
80
<

A

2602

=

6.02D

L,02D
9.02H

€L02D

TL0CTV
0.L0zn
6902V
89020

9902D
G902
%9029

2902D

65020
85902
L8502V

§502H

€502D

15020

622D

0622D

L

9922d
S92TH

€92eY
2922TH
T922H
0922
6522D

39922

€9y
[4c1a4y)
1922
0S2ed

8¥ced
L¥Ted

SveTd

TETTO
0€TTD

8CT2H

921ZH

v112D

96€TY

L

S8€TN

€8€TD
[4354

LLETD
9.LETY

0LETY

89€CV
L9€TY

¥9€TH
€9€CTV

09€TY
65€2N
85€TH

TGETO

67ECY
8¥€TH

SYETH

8EETD

9EETH
SEETD

€EETD
CEETY
TEETH

8TETH

SCETO
vzeed
€TETD
2TETH

creen
T1E2D

C0ETD

662TH

L62TH

S6220

68%20
88%20

s8ven

28%20
18%2H

6.%2CD
8L%2D
LLYTY

S.L%2D
2443

T.LYCD

89%2n

99%2H
S9%20
¥9ved
€9%2D
29%2d
6372
LS%2D
0S¥

Ly¥en
9v¥Td

1544
ov¥en

veved
€EVTD

(4744
8Ty

seven
j44%44)

LT%TV

60%2n
80%2n

66€TH

~No oo
LWWO  ©
00 W0 W0 w0
[ I ]
TOBO B

L

€852V

852D

992D

732D

|

2%STH

0%520
6€SC0

LESTY
9ESTY

%€s2d
€€SCO

0gsen

momwu
66%20
86¥%20
L6%20
96%2H

veven
£6%2D

Ly9Ty
9%920
S¥92H

i

6€92N

€€92N

|

62920
8292N

9z9zn

Sz9zn
292D

029ZH

8192H

91920

%1920
€1920
192D
1192V

60929

092D
wcmNu
2092H
ﬁomw<
%6520

1652V

68520

1852V

L

£8392D

LLS2D

§.5920n

TLSTO

0.s2n
6952D

L952H
9952H

ogLzn
62.L20

LTLTO

scLey
j£9x4))

ecTLed
T2L2D
02.L2d

-

ST.L2D
42x4)
€1.2D

0T.LZD

80.2n

i

€0.2D

66920
86929

9692V

692D
£692D

68920

892N
98929

€8920
892D

6.L92D

1,920

6992

992D
€992

75920
€5920

wwmﬁv
81820
L1820
91829

L082Y

96.2D
S6.L2V

06.20n
68.LCY

18.LTV

€8.LCY

6.L.2D

§..2D0

v9.LCV

¢9.2d

T9Lzn
09,29

85.2D

95.29
SS.2v
¥S8.L2D
€820
TS.L2D

4Zxa 4

|

ovLzn

veLen

T€L2D

96SEV
S65€EN

€65ED

T6S€D
06S€D

L89€D
989€D

0162D
60620
80620
062D

vo6zn
1

66820

[ sesey

16829

96829
1

06820

68829
1

.82

1,82V

69820

§582D
1
L¥82D
1
Yy8CY
[ eveen |
[44:143)
1
6€820
8€8¢H
1
SE8CY
1
T€8TH
[ oesen |
6z82n
882N

§z8ey

T69€D
069€n
mmmmc
989€D
G89€D

CT8IEY

GL9€D
v.,9€D
€L9€D

659€D

+

hmmmb
mmmm<
9Y9EY
Shoen
¢¢Mm9
ﬂ¢MMD
mmmm<
0E9EY
B6TIEY
8T9€ED

GT9ED
YToEY

029€D

S19€D

CT9€D

0T9EY

909€N

T09€D
009€D

YLLEY
€LLen

oLLen
69.LED

99LEV
S9.€D
vo.Len

09LEY

L

9G.LEV
SS.L€D
YGLED

TS.L€D
0S.LED

0€LEN

LTLEV

SCLED

0.8€D

898€D
L98EV

298eV
198V
098eY
6S8€D
§G88€0

9¥8ED
SY8EY

CY8ED

ov8en
6€8€D
8EBEN

L18EV
9T8EY

vi8en
ET8EV
C18€0

0T8€D

co8en

66.LEV
86.LEN

88LED

28LED

08.L€D

8LLEN

9LLED

SL0v0

€LOVY
CTLOYD

0L0vn
69070

976€D

i

Zv6EY
T76€D

6E6ED

LE6ED
£E6ED
Lzgeen

926€0
Sceen

€C6EV

616€0
8T6€D
LT6EY
9T6€D
ST6EN
716€N

creen

L0O6ED
906V
S06EV

L68€D
968€0

268¢en
T68EY

(=)
<
[
Ig

688€D
888€D
188€D
988€D

£88¢€N
288€0

6.8€D
8.8€0
LL8EY

(04579
6ETYD
8ETVD

8T1vN
L1190
9TT¥0
STTPD
42572

(4357

0TT#D
601D
80T¥D
LOT#D

SOTHY
Y01¥D

20T¥0
T0T¥D
00T%0
66079

L60%D

S607D

060%D
680%D

S80VY
¥80%D

6.0%0

i

£€2¢TY0
(44470

(44744

(012470

802N
L02%D

€0CHY
coTvn
T02¥D
T61%D

88TvN
L81¥D

¥81¥%D

181¥%0

CTLIZY
TLI%D
0LTHY

99T¥D
S9T¥0

€9T7N
[4°2579]
T91%D
09T%D
6GT¥0
8GT¥D

SST7D

€9T¥D
2S1¥D

8¥1¥0
LYT¥D

14570)
Y¥1¥0

(47457

90€YN

VOEYY

(4015571}
TOEYN

L6270

T62%D

¥8¢¥D
£8C¥D
(4144 4
8¢V
082V

8.T%D
LLTYD
9.2V
S.LTVD
VLTV
E€LTVY

R LDWIDE

TLCVY
0.LZ%0
6927
89CvY
L92%D
99279
470

£92¢%D
292HDd
T9T¥D
09zvn
6SC¥0
8GZ¥0

vSCvd

TSevV
[ost470)

LYCyD
Eizap)

8€C¥D

L3

6zTvn

i

STTYD

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 34

F

96ETY

06ETY

TveTD

8EETD

9EETY
SEETD

EEETD
CEETD
TEEYD
0€ETD
6ZETD

LTEVD
9CZEYD
STEVY

Teevn
0ZEYD
B6TEFD
8TEWD
PASA S

71evd
ETEVY
(425571
TIEVY

9.L¥¥D
SLYYD

T97%D

89%¥D

6ETTN
8EFTN

YEVTD

(45742

0EVYD

9TY¥d

i44441
€2hvn
[44444
T2v%0
(4770}
(157470

L1%%D
9T¥¥D

TT9%D

60%7D
80%¥D

SO%¥D

86€7D

957D

095%0

LSSPN

mmmwb
0SS¥D
675%D
wwmw<
8ES¥H
LESYD

SESTY

TESTN
0ESYN

02S¥D
61570

LTSHY
9TS%D

ETSTY

80S¥D

905%0

00S¥n

999%D
S99VV
kil

299%0

siphn

L5970
9G9PY
mmm¢<
8Y9vY
Ly9%D
997N
SY9¥D
vwmwu
ﬂwmwb
LEIYD
9€97N
mmm¢<
ﬁmmwu
wﬁmwu
ST9%0
wﬂmwu
momwc
967D
mmmﬂu
16570
omm¢<

L8S¥D

S8SYN
¥83vV

|

08s¥N
6,570

LLS%0

v.L5%0
€L5%D

0.LS¥D

895VV
L9S¥D

2 il

F

€9.70

0S.¥D

0%.L%D

8EL¥D

9EL¥D
SELYD
YELVY
€ELTD

STLYO
YeLvY
E€TLYY

S06%0

188%0
088%0

81870
L.8%D

€.8%D

1,870

898%D

£98%D

YLLYD
€LLYD

TLLYD

69.%D
89.%D
hwmwo

YLV

TILYY

6G.%0

LS.¥0
9G.%0

06670

88670

3
i

78670

81670
LL6YY
9,670

1

8967V

967D

65670

25670

S¥67D
Yv6%D

B
3

6€67D

9€6¥%D
SE€6%D
veevy
£€67D

62670

926%0

v26v0
£26%0

126%0
0Z6%D
616%D

LT6%D
9167

V16%0

0167
6067V

190S0

65080
8508V

9508V
75090
£50S80
25080
TS0SD
05080
L¥0SD
T%05D
6€0SN
8E0SY

€080

62090

LT0SD

ST0SD
72050

¢cosn
12050
02059

9T0SY

5S ribosomal RNA

Y108V
€109D

60099
800S0
L00SY

200sn
T00SN
00059

T66¥%0

e Molecule 49

5%

31%

64%

Chain 7

901D
S0T0

00TV

810

9.0

T

190

0€D

114

11D

TV
01D

0z1n

e Molecule 50

8110
L11D

cTin

5.8S ribosomal RNA

12%

47%

40%

Chain 8

80
0o8v
61D

LLV
9.Ld
S.LD

] ey
o o O

SSG10
810

0§70

¥cin
€eIn
{44 %]
121D

T
0110
6070

901D
S0T0

T0TD

660

960
S6Y

L

88V
18D
981

78V

(44

18S ribosomal RNA

e Molecule 51

13%

41%

45%

Chain 9

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O

PROTEIN DATA BANK

W



3JAH

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

Page 35

|6
89V
[0

o) ® O o
0 0 0 ©
IDIOD‘:

®
0
o

< © N~ o N
= S¢S ] 0
=] =3O < S

]
<
<

—
<
(&

180

Ten

9S1D

+

TS810
0STVY

LyTY

TITV
6010

801D
LOTV

70T

OmNO N~ © O mEN M ©
o 0 00 0 0 @ o D
o Obvo = o

0Ld

162D
0620

1

§2TH

812n
L1y

02D

L}

S02H

20Td
T02D
002D

S6TD

7610
€610

6810

181D
9810

€8TD
281D

eLIV
cLIn

2910
1910

85TV

6.€0
8.Len

v.LeD
€LED

TLEV
0LED

89¢en

Y9EY

29€D

09€Y

8S9€D

95€0
ision]

LyED

evey
(44

6EEY
8€€D

8zen

12€d
92€0

T2ed
0zed

L1€0
9T€D

v1en

TLYO

697V

L9%D
99%D

i s
€990

09%Y
637D

0S¥
(5444

LYYV
9¥¥d

15472

8EYD
LEYD

627D
8z
Lgvn

8TVV
L1%0
91¥n

(4570

i

807V

S0¥D

00%D

86€EY
T6€D
98€0
S8€D
v8en
€8€D

08€D

9€90
S€9D

829V
Lzgon

%290

1290
029D

190
€190

6090
8090
090

S09V
w09V
€090

009D
665V

L6399

.80
9.8V

899D

PASEENY
965N

881D

€50

TSLD

LELD

¥€LD
€ELD

T€LD

L1699
969D

6890

=
<
el
O

989N

%890

8.9Nn

%.90

TLOV
TLOV
0.L9V

990

€990
0990
699D
899N
39V

999D

1524
0%9V
6€90

Lgon

118D

S.8V

T80
048V
698V

T98Y

6989

998D

€980

LY8Y

€780
%80
178D

8€8D
Le8y
9€89D

[43:0)
1€8D

6280
828D
Le8v

%280
€e8n
zesn

L

218vY
T18Y
018y

0080

96.LD

Y6.LY

T6LD
T6.L0
06.LD

0469

o6V

L60TD

L

S80T0

€80TV

SL0TD

OLTTV

99T1D
S9T1D
79110

+

vSTI0

9VTTID

7110

SETTO
YETTD

-
3

+

ETTTV

TTTIN
(335

80TTD

€0TTD
CO0T1D

00TTV
660TD
86010

0S2TV

8¥ZTIN

9YCTV

wvein
€veIn
zven
Ty
ovCTY

LETTD

TETTO
0€CTO
622TD
8¢CTV

+

j4445)

0ZTTY

8TCTID
L1TTV

60TV

80CTV

86T1D

S6TTY
v6TTV

06TTV
6811V

S8TTD
78110

81TV

¥zerd
€CETN

12€1D

0ZETD

YIeIN

CTETD

0TeTN

LOETN

-

COETD
TOETV

862TD

26210
162TY

68210
882N

98C1H
S8CTH
¥8C1V

+

28CTY

082TH

-
e

TL21D
021D
691D

99210

|

VIviv
€TVID

12545

6071V

90%TH

70¥10

66ETD

L6ETN
96€TY
S6ETO

|

LBETD

¥8€1D

T8ETD
08ETD

SLETD
VLETD

cLeETN
TLETN

¥SETD

TSETD

vreTv
eveIN
cvemn

LEETD
9EETO
SEETD

€EETN

TEETD
0EETD

£8VTV
28¥10
871D

8.¥1Nn
A AN
9LYTV

VLYY

|

L9%1D

y9%1D
£9%10
[45490)

09%10

[4si44

0S%TD
[5744%)

i
SvvIn
YrvIn

(474491

8EVTV
LEVTO

YEVTO
€EVTO
CEYIN

L2710
147490

14445

[494%)

8T¥10

9T¥10

TSS10

8%STD

8€STD

€ESTY
CESTD

0€STN
62STD
82STD
LTSTD
92STD

419
€2STD
¢TSIy
12810
0Zs1d

LISTD
911D
STSTD
CISTD
11810
0TSTD
LOSTD

TOSTD

667N
8671V

96710
S671D
6710

26710

88%1D

98VTV
S8Y1IN

RLDWIDE
EMDataBank

Unified Data Resource for 30EM

O

PROTEIN DATA BANK

W



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 36

81910
L1919
9791n

€T91TD
c191D
T191D
07919
609TD

90919
G091

TO9TY
0097D

86STD
L6STD

983TN
§8STN

831D

81510
LLSTD
9.LSTD
SGLSTD

E
L

09STNn
6SSTD
8SSTD

9SSTV
GSSTN
7SSTD

S69TV

68910

L8910

|

€891D

6L9TV

SLOTY
vL91D
€L910
cL9TN
TL9TD
04910
6991
89910
19910

299Tn
T99TV

99910

|

Y9910

€¥910

0v9TVY
6E9TD
8€9TD
LEITV

EEITY
C2E9TD

0€9TV

82910
12910

S2oTN

T2otTn
0291V

08419

8LLID
hhmﬁu
YLLID
€LLID
CTLLTD
TLLTD

0941D
6S.LTD
8G.L1D
LSLT1D
981D
SSL1D
¥SL1D

67.L1D

9v.LIN
SYLIV

e

7.0

9ELTD

LTL1D
9TLID
EIIAN

2TLID

8TLID
LTLTD

6691V

96910

T981D
0981V
6G8TV
8G8TD

€G8T0

TS8TV
0G8TV
6%8TD

L%81D

Z¥81D

081N

8€8TN

9E8TH

YE/TV

CE8TY
TE8TV

628TD

928TH
ST8TY

€281V
L1819
¥181D
€181V
21810
608TV

S08TH
70810

20810

008TY
66.L1D
86.L1D

96.L1D

68.L1D

98.10
S8.T0
¥8L1D
€8.10

89810
9810

e Molecule 52

S98T0

uS2

70%

Chain AA

L0zd

0oza

1614

98TH
S8TH

8L11

€910

L9171

SYTI
YPIL

€CTA

611d

eS1

e Molecule 53

23%

73%

Chain BB

1545
o¥TA
6ETO

LETT

YETT

3

SCTA

6TTL

SOTT

TOTH

86.L

96D

€60

3

181

S8y

284

8.4

1

STCA

€124
(454

0TZA

80CH

90ed
S0TA

L6TI
T61d
06Td
68TI
B6LIN

TLTI

€910
LSTD

¥ST8
€STL

e Molecule 54

TSTH

cvTd

uShH

23%

74%

Chain CC

i

8TTY

9TTL

4228

CITA

OTTH
60TI

081
6.4
8.1

SLI

€LA

991

€9A

S.LTH
v.LlTn

792S

29Tl
1924

LSTH

S9S21
¥5ca

TSe1

1498

+

oveL

Ll

0€TL

Ll

€CTh

L1ev
9TCH
ST

€121

e Molecule 55

T1eH

uS3

18%

81%

Chain DD

C6TM

0671

9LT1
SLIA

L9TX

€91d
291a

9GT1

¥S1a

LYTV

[474%!

8ETA

0CTX

L1TH

STTA

€111

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for 30EM



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

0 o0 — N m
e N NN
o N N NN
= A oA

Page 37

[q54ce

80CA

20T

002d
661D

€6TQ

eS4

e Molecule 56

7%

27%

65%

Chain EE

261

061

L8N

284

© N~ mm
~ S
G

CLI
0LI

190

791
ToA
09
65

SSY

€8

8¥'1

SYI

(4748

ova

€EL
CES
Ted
o€y

+

0Z1

8TM
LTH

STd

CTA
114

6614
86TY

€8TA
C8TN
1810

9.1a

YLIA
€L11

TLTQ

S9Td

€97Q

09TI

8STa
LSTN
9STH

YSTI

2¢STd
TS1d

8vTYd

LETd

-

0€TA

+

9CTA

€211
(4458

8114

60Td

L0TD

SOTL

00TY

86N

65CH

0scd

v¥eI

0ig4:

8€TT
9€CI
SETM
veed
TETH
geer

(44448

(5418

S0T4

uS7

e Molecule 57

28%

68%

Chain FF

3

9eb

ves
€€l

ozcd

Yoz
€0CN

86TH

v61a

06TI
68TV

1818

Ll

€LTT

6971
8971

€974
(4214

0974

SGT10
¥STT

eS6

TSN

6710

LYTA

SYTH

€¥1d

e Molecule 58

15747

5%

21%

75%

3

Chain GG:

8CTTL

1211
0zta

TTT1

6011
80TA

90TT
SOTN

COTA

o
o)
o

©
o
w

g-g-
> 4

y
=

i

L9A
999

3

o

1Sa

e
0
o

C¢SI

0SA

0oex

911

142

0Tl

L4

SI

€1

S€Ts
Préds]
j{a4t

81T

2544
8023

86TY

96T

0614

88TY

€874

ELTY
TLIA

S9Td
YT

2s1a

9FIN

EVIA

LETY
9ETA

TETD

eS7

e Molecule 59

5%

24%

71%

Chain HH:

o~ o
< X H

T21L
0zTY

ST

3

0TTL
60TY
80TS
LOTH
90Ty
SOTL

9.0

1.8

LS4

ToN
€%1

0%1
6gb

9€1

< 0
M 0
2=}

w
N
-

]
-
=

w0
=
x

06Td

T8TL

LLTX

TLIL

091X
6STa

€STT

8Y11

€ETT

9CTH

i

eS8

e Molecule 60

30%

69%

Chain II

TTT0

907S
S0Ta

€071
(4993

007D

-2
4

s
H
3
H

%
f
=]
2

Unified Data

O

=
-
i
a
:
3

4
Z
=
@
<
=
<
a
Z
w
=
o
.
a

W



3JAH

6% -

18%

75%

wwPDB/EMDataBank EM Map/Model Validation Summary Report

e Molecule 61: uS4

Page 38
Chain JJ:

6211 1210 62TA
8TTA [ |
i
I- £TTT .. I-
SzTH . T TTTH
— . TTTA 0218
. s
60TH
X
8119 + w_ — g o11a
s X LTTA N 1
91Ty N o 164 1 L0TH
[ ] B [] 91Ty 1
omﬁ N 160 a11H mmS
1 064 | PITA
90TT | esu £11a w63
[ ] g6 881 [ | [ |
£07d [ | | ousn £0TA 881
| zoTI z6V 981 zoTH 180
10T . Ted sl 1074 981
[ | 06 [ | 00Td | g8d
161 681 8LL 1 %81
[ | [ | LLA 964 1
¥61 084 I 1 8.3
€63 [ | 88t Lous
[ | 2kt v.S 1 9%
98A £LN f £8) ST
| | | [ 7%
181 0Lk 891 6L €4
[ | [ | 198 8.3 1
694 99H 1 1.1 oL
| [ seu | | |
593 M 19d X HLI < 994
| © £9Y — 2 £Lb ©  [mssaEn
€81 3 294 N | 79U
[] ™~ ey o EY 194
6vL 094 [ | 09K
| | ovT |
9vA osb [ | TSA 158
oy mg_ i = _
3T
cvd 9LTH SHA zeN 8TH | esr
[ ove | 1ed 1 | zsn
oty Tl [ | SvH 1
[ | 8zl 6VTV 1 Sh1
29T o 6N r~ [ ] o~ 9y 0 |
— [ | — 44t — se1 — ov1
621 wn zen N 1 wn w2 1
8zd o mmx = 810 £911 @ ey = 821
PHIL .. .. Coutd THTA .. | oeev .. 1231
l N o4 o oTI — N 1€1 Lo |zt
© ST © m:. © .. 1 © gTh
(441 5} ‘a T 5} .. ETT ) 121 ) iy $TL
1 9eTH = rG €13 = — A1) Leeld 2 = 9z = Z 1 —
SETT O N | O — 1 zeTy O = 1 O Z. ) zv1a
8TY Cwem L o 171 < o 84 €10 < a SIN < o 1 [ |
[ | €£TY o .= [ | o = [ | o = 1 o = SH SEIN
By ZETh M < €1 M < sb M < TTH M < Ea [ |
I = 1 = SeII = -~ €y SETT
° (@) T ° O f | ° O F ° O  sn |

7%

23%

D E

RLDWI
EMDataBank

O
PROTEIN DATA BANK

erbDeBe
e

W

67%

e Molecule 66: uS11

Chain OO:



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 39

GETI

Te1a
0€TH

9CTI
Ty
80Td

LOTL
90T

00TL
66V

S61

13

08a

®
~
<

Ll

©
Q
~

<
©
<

(47N
T9%

%30
€SI

T8
08y

47\

1

(=]
%
7871
0gTy =
e
Nej
£1 @
-~
W g
Q
07TL 9
S
LETS =
fseial o

21%

75%

Chain PP:

1

eIl
1211

8114

L0TI

007X

TEW

0€X
62S

921
S21
j£4)]

(44
Tea
ozA

STd
42!

oTd

e Molecule 68: uS9

20%

7%

Chain QQ:

1749
ovTd
TETH

rax:
SCTH

6TTT
00TA
160
6V

063
685

3

81

181

LLH

LN

YoV
€94

941

(4

LY1

£vd

SEN

Ll

9TA

{44\

e Molecule 69: eS17

0ozl

€14
CTA

78%

Chain RR:

6.4
8.4
L.4
€94
8SKW

0SI

%S
vd

e Molecule 70: uS13

20%

74%

Chain SS:

L

9€TL

e Molecule 71: eS19

.
5% -«

16%

L

79%

+

Chain TT:

8zTh

eIl
€211

12Ty

8074

SLW

L9¥

S9&

LL)

[47:4

I

8€X
LEA

e
eeM

L

8d

e Molecule 72: uS10

9A

22%

75%

Chain UU:

e Molecule 73: eS21

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 40

24%

73%

Chain VV:

8.1
YL
691

Tod
094

SSI
SV

670
L¥N
9%d
S

15728
0o%a

o
0
f""‘l

Tes
o€y

TeN

111
0t1a

e Molecule 74: uS8

.
5% o

29%

65%

Chain WW:

1

e Molecule 75: uS12

9211
SCTI

L1774

—
5%

23%

2%

Chain XX:

€CTA

8TTA

9T1d

CITA

601D

SO0Td

+

16T

784

8L

1.4
0LA

190

*

e Molecule 76: eS24

0€TT
6C1S
8CTA

—
5%

22%

73%

Chain YY:

12TV
9gTd

0zTL

€174

0TTd

80TX
L014

voTyd
00TH
663
864
S6D
L8d
vex

SLI
YLW

cLd

Ll

oTd

e Molecule 77: €S25

23%

7%

Chain 7Z7Z:

17495
E€TTL
CTIN

OTTL
60TA

907D
00TA
8634
€6S
680
€81
08y
LS
29N
891
671

791

e Molecule 78: €S26

19%

81%

Chain aa:

1

v6ed

S9d
Y91

(4
9V

c¢sa
TSy

15729

SEV

€eda

92>
SN

€20

e Molecule 79: eS27

20%

80%

Chain bb:

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 41

¥8H
€8d
4231

e Molecule 80: eS28

20%

80%

Chain cc:

891

e Molecule 81: uS14

19%

81%

Chain dd:

eS30

e Molecule 82:

16%

82%

Chain ee:

}-

1

{4’}

iz

9EW

ed

veH

[44\]
814

STh

e Molecule 83: eS31

9%

87%

Chain fI:

L11d

-0 .
© 0
= 3

e Molecule 84: RACK1

9%

90%

Chain gg:

e Molecule 85: mRNA

58%

42%

Chain hh:

[4:)

oSy
670

9%d
SYV

EvV
{474

e Molecule 86: eRF1

10%

89%

Chain ii:

00€X
8621
S§2a
921
15740

ceed
Teea

et

21zl
T12h

981S

08TH
6LT4

1,974

O

R LDWIDE

S9TL
P9IN

6€TT

9ETT

8T1a

CITI
TTIN

€074

98N

281

0sb

LON

S99

TON

SYI

€9

8¢y

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



3JAH

wwPDB/EMDataBank EM Map/Model Validation Summary Report

Page 42

L

15728

L8€Y
98€D

3

e Molecule 87: ABCE1

CTLEN
TLES

89€T

T9ed

oved
6e€d

€ELT

SZeEN

ST€ED

5%

91%

Chain jj:

3

§98¢d
€9¢CI
05Ty
6¥CA
8¥ca
s¥ves

6LTV

T€TT

621d

1345}

9071

06N

S.1

[4sic

LYI

s¥s

vcd

(44|

.94

L9984

v6vs

98%a

CEVI

124749

TI7A

207D

66€d

vLeT

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



Page 43 wwPDB/EMDataBank EM Map/Model Validation Summary Report 3JAH

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used 20515 Depositor
Resolution determination method | FSC 0.143 Depositor
CTF correction method Not provided Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 30 Depositor
Minimum defocus (nm) 1700 Depositor
Maximum defocus (nm) 3600 Depositor
Magnification 104478 Depositor
Image detector FEI FALCON II (4k x 4k) Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: ZN,
MG, SF4, ADP

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 L Z| >2 RMSZ 47| >2
1 A 0.46 0/1906 0.79 0/2556
10 J 0.38 0/1376 0.73 0/1841
11 L 0.41 0/1734 0.79 0/2317
12 M 0.37 0/1158 0.74 0/1547
13 N 0.43 0/1746 0.83 0/2338
14 0O 0.40 0/1671 0.77 0/2234
15 P 0.42 0/1268 0.75 0/1701
16 Q 0.41 0/1530 0.81 1/2041 (0.0%)
17 R 0.41 0/1524 0.79 0/2013
18 S 0.40 0/1493 0.85 3/2002 (0.1%)
19 T 0.41 0/1326 0.72 0/1770
2 B 0.40 0/3216 0.78 1/4311 (0.0%)
20 U 0.41 0/822 0.68 0/1103
21 \Y 0.40 0/993 0.73 0/1332
22 W 0.48 0/541 0.83 1/720 (0.1%)
23 X 0.42 0/993 0.74 0/1334
24 Y 0.37 0/1132 0.80 2/1504 (0.1%)
25 Z 0.39 0/1130 0.72 0/1507
26 a 0.40 0/1191 0.79 0/1590
27 b 0.44 0/619 0.73 0/818
28 c 0.36 0/742 0.69 0/996
29 d 0.38 0/903 0.81 1/1216 (0.1%)
3 C 0.43 0/2938 0.80 5/3946 (0.1%)
30 e 0.47 0/1071 0.85 0/1429
31 f 0.52 0/895 0.87 0/1198
32 g 0.42 0/916 0.81 1/1220 (0.1%)
33 h 0.36 0/1021 0.77 1/1348 (0.1%)
34 i 0.40 0/841 0.82 2/1112 (0.2%)
35 j 0.45 0/720 0.93 1/952 (0.1%)
36 k 0.37 0/575 0.68 0/761
37 1 0.50 0/454 0.84 0/599
38 m 0.37 0/435 0.76 0/575
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. Bond lengths Bond angles

Mol | Chain | ¢\ o7 #|Z| >2 RMSZ #|Z| >2
39 n 0.41 0/223 0.91 0/284

4 D 0.37 0/2432 0.70 2/3257 (0.1%)
40 0 0.39 0/864 0.75 0/1140

41 p 0.42 0/718 0.71 0/953

42 r 0.48 0/1017 0.80 1/1364 (0.1%)
43 s 0.38 0/1547 0.58 0/2088

44 t 0.41 0/1257 0.69 0/1697

45 1 0.45 0/129 0.72 0/173

46 2 0.26 0/1805 0.72 1/2809 (0.0%)
47 3 0.36 0/1777 0.97 10/2763 (0.4%)
48 5 0.37 | 4/87790 (0.0%) | 0.79 | 75/136937 (0.1%)
49 7 0.30 0/2858 0.69 0/4455

5 E 0.46 0/1936 0.82 2/2600 (0.1%)
50 8 0.36 0/3701 0.74 0/5766

51 9 0.32 | 1/41013 (0.0%) | 0.79 45/63919 (0.1%)
52 AA 0.36 0/1679 0.70 0/2283

53 BB 0.38 0/1756 0.77 4/2350 (0.2%)
54 CC 0.41 0/1730 0.76 1/2344 (0.0%)
55 DD 0.37 0/1792 0.72 0/2412

56 EE 0.39 0/2115 0.78 0/2843

57 FF 0.49 0/1531 0.78 1/2059 (0.0%)
58 GG 0.37 0/1946 0.78 0/2590

59 HH 0.44 0/1544 0.72 1/2068 (0.0%)

6 F 0.40 0/1905 0.75 1/2539 (0.0%)
60 II 0.41 0/1715 0.78 0/2287

61 JJ 0.41 0/1550 0.88 4/2069 (0.2%)
62 KK 0.47 0/851 0.73 0/1147

63 LL 0.40 0/1259 0.78 0/1684

64 MM 0.42 0/968 0.64 0/1296

65 NN 0.39 0/1232 0.77 0/1656

66 0]0) 0.42 0/1029 0.88 1/1380 (0.1%)
67 PP 0.39 0/1079 0.76 0/1437

68 QQ 0.37 0/1142 0.70 0/1528

69 RR 0.42 0/1060 0.71 0/1421

7 G 0.38 0/1967 0.73 1/2647 (0.0%)
70 5SS 0.38 0/1157 0.84 1/1548 (0.1%)
71 TT 0.43 0/1120 0.78 2/1499 (0.1%)
72 UuU 0.36 0/831 0.71 0/1115

73 VvV 0.39 0/645 0.75 0/865

74 WW 0.38 0/1051 0.79 0/1406

75 XX 0.38 0/1116 0.80 0/1490

76 YY 0.39 0/1040 0.74 0/1382

7 77 0.37 0/604 0.75 0/810
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. Bond lengths Bond angles

Mol | Chain | ¢\ o7 #|Z| >2 RMSZ #|Z| >2

78 aa 0.39 0/794 0.83 0/1065

79 bb 0.37 0/665 0.67 0/891
8 H 0.37 0/1535 0.71 0/2063

80 cc 0.36 0/478 0.78 0/640

81 dd 0.40 0/455 0.80 0/603

82 ee 0.46 0/462 0.75 0/607

83 ft 0.39 0/531 0.62 0/703

84 gg 0.37 0/2493 0.65 0/3394

85 hh 0.29 0/287 0.76 0/445

86 ii 0.39 0/3333 0.63 2/4483 (0.0%)
87 ij 0.47 1/4625 (0.0%) 0.58 0/6238
9 I 0.41 0/1693 0.69 0/2260

All All 0.38 | 6/242712 (0.0%) | 0.78 | 174/355683 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
11 L 0 3
17 R 0 1
18 S 0 2
19 T 0 1
2 B 0 4
20 U 0 1
24 Y 0 1
3 C 0 2
31 f 0 1
4 D 0 1
42 r 0 2
48 5 0 1
D E 0 1
51 9 0 1
52 AA 0 1
56 EE 0 2
57 FF 0 2
59 HH 0 1
60 IT 0 1
61 JJ 0 2
66 00 0 1

Continued on next page...

WO RLDWIDE

£x

PROTEIN DATA BANK



Page 47

wwPDB/EMDataBank EM Map/Model Validation Summary Report

3JAH

Continued from previous page...

Mol | Chain | #Chirality outliers | #Planarity outliers
68 QQ 0 1
7 G 0 1
70 SS 0 1
71 TT 0 1
72 Uu 0 2
73 \AY 0 1
74 WWwW 0 2
75 XX 0 1
78 aa 0 1
86 ii 0 3
9 I 0 2
All All 0 49

The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
48 D 1965 G 03’-P | -23.01 1.33 1.61
87 Jj 121 LYS | CE-NZ | 19.94 1.99 1.49
51 9 908 A 03’-P 8.98 1.72 1.61
48 5 1847 C 03-P | -6.16 1.53 1.61
48 d 957 G 03’-P 5.62 1.67 1.61

The worst 5 of 174 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
o1 9 909 G 05-P-OP2 | -16.21 91.11 105.70
47 3 70 G N9-C1-C27 | -13.18 96.87 114.00
48 D 3753 G N9-C1-C27 | -11.91 98.52 114.00
51 9 1235 G N9-C1’-C2’ | -11.46 99.11 114.00
48 d 3718 A N9-C1-C2" | -10.30 100.61 114.00

There are no chirality outliers.

5 of 49 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 196 | TRP | Peptide
2 B 17 | LEU | Peptide
2 B 257 | TRP | Peptide
2 B 258 | HIS | Peptide
2 B 351 | LEU | Peptide
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5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1868 0 1959 31 0
2 B 3148 0 3267 55 0
3 C 2884 0 3062 45 0
4 D 2386 0 2419 31 0
) E 1898 0 2035 66 0
6 F 1870 0 1994 27 0
7 G 1934 0 2087 32 0
8 H 1516 0 1597 10 0
9 I 1655 0 1704 45 0

10 J 1353 0 1386 16 0
11 L 1703 0 1820 22 0
12 M 1137 0 1211 16 0
13 N 1701 0 1749 18 0
14 O 1638 0 1777 31 0
15 P 1242 0 1269 12 0
16 Q 1506 0 1623 14 0
17 R 1508 0 1664 31 0
18 S 1454 0 1496 14 0
19 T 1298 0 1366 11 0
20 U 808 0 831 5 0
21 A% 979 0 1039 5 0
22 W 528 0 041 5 0
23 X 976 0 1053 8 0
24 Y 1115 0 1205 6 0
25 Z 1107 0 1182 16 0
26 a 1162 0 1209 0 0
27 b 609 0 650 0 0
28 c 732 0 769 0 0
29 d 888 0 930 0 0
30 e 1053 0 1147 0 0
31 f 876 0 912 0 0
32 g 906 0 999 0 0
33 h 1013 0 1147 0 0
34 i 830 0 916 0 0
35 ] 705 0 738 0 0
36 k 569 0 637 0 0
37 1 444 0 483 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
38 m 429 0 466 0 0
39 n 222 0 264 0 0
40 0 851 0 921 0 0
41 p 708 0 756 0 0
42 r 1001 0 1060 0 0
43 s 1523 0 1577 0 0
44 t 1238 0 1295 0 0
45 1 125 0 117 3 0
46 2 1616 0 824 18 0
47 3 1593 0 811 79 0
48 5 78486 0 39663 1322 0
49 7 2558 0 1296 27 0
50 8 3314 0 1683 53 0
51 9 36680 0 18529 615 0
52 AA 1642 0 1646 22 0
93 BB 1729 0 1803 15 0
54 CcC 1692 0 1780 22 0
55 DD 1764 0 1863 8 0
o6 EE 2073 0 2175 45 0
o7 FF 1509 0 1562 28 0
o8 GG 1923 0 2089 29 0
59 HH 1521 0 1616 20 0
60 IT 1686 0 1772 30 0
61 JJ 1525 0 1640 22 0
62 KK 827 0 854 7 0
63 LL 1238 0 1315 17 0
64 MM 958 0 993 3 0
65 NN 1208 0 1294 8 0
66 00 1016 0 1039 14 0
67 PP 1060 0 1120 13 0
68 | QQ | 1124 0 1193 11 0
69 RR 1047 0 1103 9 0
70 SS 1139 0 1191 17 0
71 TT 1102 0 1142 11 0
72 Uuu 821 0 883 6 0
73 VvV 636 0 634 9 0
4 | WW 1034 0 1080 23 0
75 XX 1098 0 1167 11 0
76 YY 1023 0 1090 11 0
7 77 598 0 656 6 0
78 aa 781 0 828 0 0
79 bb 651 0 672 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
80 cc 475 0 497 0 0
81 dd 445 0 439 0 0
82 ee 457 0 002 0 0
83 ft 520 0 536 0 0
84 | a2 2436 0 2393 0 0
85 hh 257 0 129 0 0
86 i 3280 0 3326 0 0
87 i 4543 0 1674 0 0
88 3 146 0 0 0 0
88 7 5 0 0 0 0
88 8 2 0 0 0 0
88 9 34 0 0 0 0
88 B 1 0 0 0 0
88 C 1 0 0 0 0
88 I 1 0 0 0 0
88 LL 1 0 0 0 0
88 P 1 0 0 0 0
88 \Y 1 0 0 0 0
88 g 1 0 0 0 0
88 hh 1 0 0 0 0
89 aa 1 0 0 0 0
89 dd 1 0 0 0 0
89 ft 1 0 0 0 0
89 z 1 0 0 0 0
89 j 1 0 0 0 0
89 m 1 0 0 0 0
89 0 1 0 0 0 0
89 p 1 0 0 0 0
90 i 16 0 0 0 0
o1 i 54 0 24 0 0
All All 226454 0 169855 2802 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 8.

The worst 5 of 2802 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
51:9:1137:U:04 51:9:1148:A:N1 1.61 1.34
48:5:976:G:H2’ 48:5:977:C:04’ 1.26 1.32
17:R:172:ARG:NH1 | 51:9:908:A:H5” 1.47 1.29

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
48:5:2367:A:N1 48:5:2788:U:04 1.66 1.29
5:FE:126:ARG:NH1 | 48:5:712:C:H1’ 1.49 1.27

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles

1 A 242 /244 (99%) 209 (86%) | 28 (12%) | 5 (2%) 8| 44

2 B 392/394 (100%) 345 (88%) 42 (11%) 5 (1%) 141 54

3 C 360/362 (99%) 322 (89%) 27 (8%) 11 (3%) 36

4 D 290/292 (99%) 262 (90%) 25 (9%) 3 (1%) 1871 60

D E 232/248 (94%) 179 (77%) 36 (16%) 17 (%) 13

6 F 223/225 (99%) 204 (92%) 17 (8%) 2 (1%) 20 63

7 G 239/241 (99%) 203 (85%) 31 (13%) 5 (2%) 8| 44

8 H 188/190 (99%) 165 (88%) 20 (11%) 3 (2%) 50

9 I 200/213 (94%) 181 (90%) 15 (8%) 4 (2%) 9| 45
10 J 167/169 (99%) 147 (88%) 13 (8%) 7 (4%) 28
11 L 208/210 (99%) 180 (86%) 16 (8%) 12 (6%) 19
12 M 136/138 (99%) 123 (90%) 12 (9%) 1 (1%) 25 67
13 N 201/203 (99%) 181 (90%) 20 (10%) 0 100§ § 100
14 0O 197/199 (99%) 184 (93%) 12 (6%) 1 (0%) 32 73
15| P 151/153 (99%) | 135 (89%) | 16 (11%) 0
16 Q 185/187 (99%) 169 (91%) 14 (8%) 2 (1%) 1771 58
17 R 178/180 (99%) 166 (93%) 9 (5%) 3 (2%) 49
18 S 173/175 (99%) 157 (91%) 12 (7%) 4 (2%) 43

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

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
19 T 157/159 (99%) 139 (88%) 15 (10%) 3 (2%) 9| 46
20 U 97/99 (98%) 82 (84%) 11 (11%) 4 (4%) 29
21 \Y 129/131 (98%) 115 (89%) 13 (10%) 1 (1%) 2265
22 W 61/63 (97%) 56 (92%) 4 (7%) 1 (2%) 50
23 X 117/119 (98%) 109 (93%) 6 (5%) 2 (2%) 11] 49
24 Y 132/134 (98%) 114 (86%) 17 (13%) 1 (1%)

25 Z 133/135 (98%) 113 (85%) 13 (10%) 7 (5%)
26 a 145/147 (99%) 122 (84%) 19 (13%) 4 (3%)
27 b 73/75 (97%) 67 (92%) 5 (7%) 1 (1%)
28 c 92/94 (98%) 89 (97%) 3 (3%) 0

29 d 105/107 (98%) 91 (87%) 13 (12%) 1 (1%
30 e 126/128 (98%) 115 (91%) 6 (5%) 5 (4%
31 f 107/109 (98%) 94 (88%) 8 (8%) 5 (5%
32 g 112/114 (98%) 103 (92%) 8 (7%) 1 (1%
33 h 120/122 (98%) 107 (89%) 9 (8%) 4 (3%
34 i 100/102 (98%) 92 (92%) 6 (6%) 2 (2%
35 j 84/86 (98%) 70 (83%) 9 (11%) 5 (6%
36 k 67/69 (97%) 56 (84%) 7 (10%) 4 (6%
37 1 48/50 (96%) 40 (83%) 7 (15%) 1 (2%
38 m 50/52 (96%) 44 (88%) 6 (12%) 0

39 n 21/23 (91%) 21 (100%) 0 0
40 0 102/104 (98%) 92 (90%) 7 (7%) 3 (3%
41 p 89/91 (98%) 80 (90%) 8 (9%) 1 (1%
42 r 123/125 (98%) 102 (83%) 14 (11%) 7 (6%)
43 s 196/198 (99%) 164 (84%) 22 (11%) 10 (5%)
44 t 161/163 (99%) 102 (63%) 33 (20%) | 26 (16%)
45 1 13/15 (87%) 11 (85%) 0 2 (15%)
52 AA 206/208 (99%) 173 (84%) 23 (11%) 10 (5%)
53 BB 211/213 (99%) 165 (78%) 33 (16%) 13 (6%)
54 CcC 216/218 (99%) 184 (85%) 26 (12%) 6 (3%)
55 DD 225/227 (99%) 181 (80%) 33 (15%) 11 (5%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles

56 EE 260/262 (99%) 200 (77%) | 42 (16%) | 18 (7%)

57 FF 189/191 (99%) 160 (85%) | 21 (11%) | 8 (4%)

58 | GG 235/237 (99%) 198 (84%) | 31 (13%) | 6 (3%)

59 | HH 187/189 (99%) 148 (79%) | 25 (13%) | 14 (8%)

60 11 204/206 (99%) 168 (82%) | 28 (14%) | 8 (4%)

61 JJ 183/185 (99%) 153 (84%) | 20 (11%) | 10 (6%)

62 | KK 96,98 (98%) 65 (68%) 21 (22%) | 10 (10%)

63 LL 150/152 (99%) 125 (83%) | 19 (13%) | 6 (4%)
64 | MM 122/124 (98%) 87 (71%) 28 (23%) | 7 (6%)
65 | NN 148 /150 (99%) 126 (85%) | 17 (12%) | 5 (3%)
66 | OO 134/136 (98%) 99 (74%) 21 (16%) | 14 (10%) 0]
67 | PP 125/127 (98%) 107 (86%) | 15 (12%) | 3 (2%)
63 | QQ 139/141 (99%) 116 (84%) | 18 (13%) | 5 (4%)
69 | RR 127/129 (98%) 106 (84%) | 15 (12%) | 6 (5%)
70 SS 135/137 (98%) 114 (84%) | 16 (12%) | 5 (4%)
71 TT 139/141 (99%) 126 (91%) 10 (7%) 3 (2%) 8|
72 | UU 102/104 (98%) 87 (85%) 9 (9%) 6 (6%)
73 | VV 81/83 (98%) 67 (83%) 10 (12%) | 4 (5%)
4 | WW 127/129 (98%) 106 (84%) | 16 (13%) | 5 (4%)
75 | XX 139/141 (99%) 118 (85%) 13 (9%) 8 (6%)
6 | YY 124/126 (98%) 99 (80%) 17 (14%) | 8 (6%)
77 77 73)75 (97%) 59 (81%) 12 (16%) | 2 (3%) 6|
78 aa 96,98 (98%) 73 (76%) 13 (14%) | 10 (10%) 0]
79 bb 81/83 (98%) 61 (75%) 16 (20%) | 4 (5%)
80 ce 59/61 (97%) A7 (80%) 10 (17%) | 2 (3%)
81 dd 51/53 (96%) 45 (88%) 3 (6%) 3 (6%)
82 ce 55/57 (96%) 40 (73%) 12 (22%) | 3 (6%)
83 ff 58/68 (85%) 50 (86%) 6 (10%) 2 (3%)
84 gg 311/313 (99%) 269 (86%) | 33 (11%) | 9 (3%)
86 ii 414/416 (100%) 380 (92%) 26 (6%) 8 (2%) 9|
87 i 568,/594 (96%) 513 (90%) 41 (7%) | 14 2%) 6|
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
Al | Al | 12492/12700 (98%) | 10717 (86%) | 1333 (11%) | 442 (4%) 33

5 of 442 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 196 TRP
3 C 273 LEU
5 E 91 PRO
5 E 95 ASP
5 E 118 PRO

5.3.2 Protein sidechains ()

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 187/187 (100%) 161 (86%) | 26 (14%)
2 B 336/342 (98%) 291 (87%) | 45 (13%)
3 C 302/302 (100%) 260 (86%) | 42 (14%)
4 D 247 /247 (100%) 218 (88%) | 29 (12%) 6|
5 E 208/221 (94%) 185 (89%) | 23 (11%)
6 F 194/195 (100%) 165 (85%) | 29 (15%)
7 G 206,/206 (100%) 182 (88%) | 24 (12%) 6|
8 H 169/169 (100%) 148 (88%) | 21 (12%)
9 I 174/180 (97%) 153 (88%) | 21 (12%) 6|
10 J 142/142 (100%) 126 (89%) | 16 (11%)
11 L 176/176 (100%) 145 (82%) | 31 (18%)
12 M 117/117 (100%) 102 (87%) | 15 (13%)
13 N 171/171 (100%) 152 (89%) | 19 (11%)
14 0 171/171 (100%) 144 (84%) | 27 (16%)
15 P 134/134 (100%) 120 (90%) | 14 (10%) B
16 Q 163/163 (100%) 145 (89%) | 18 (11%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
17 R 159/159 (100%) 140 (88%) 19 (12%) 6| 27
18 S 156/156 (100%) 132 (85%) 24 (15%) 17
19 T 139/139 (100%) 122 (88%) 17 (12%) 27
20 U 89/89 (100%) 82 (92%) 7 (8%) 48
21 \Y 101/101 (100%) 84 (83%) 17 (17%) 14
22 A 55/55 (100%) 50 (91%) 5 (9%) 41
23 X 107/107 (100%) 97 (91%) 10 (9%) 40
24 Y 124/124 (100%) 107 (86%) 17 (14%) 22
25 Z 117/117 (100%) 109 (93%) 8 (7%) 56
26 a 119/119 (100%) 107 (90%) 12 (10%) 36
27 b 62/62 (100%) 57 (92%) 5 (8%) 47
28 c 79/79 (100%) 66 (84%) 13 (16%) 14
29 d 98/98 (100%) 82 (84%) 16 (16%) 15
30 e 114/114 (100%) 99 (87%) 15 (13%) 24
31 f 88/88 (100%) 76 (86%) 12 (14%) 23
32 g 98/98 (100%) 83 (85%) 15 (15%) 18
33 h 109/109 (100%) 97 (89%) 12 (11%) 32
34 i 86/86 (100%) 81 (94%) 5 (6%) 60
35 j 73/73 (100%) 62 (85%) 11 (15%) 19
36 k 64/64 (100%) 56 (88%) 8 (12%) 26
37 1 47/47 (100%) 40 (85%) 7 (15%) 19
38 m 48 /48 (100%) 39 (81%) 9 (19%) 9
39 n 22/22 (100%) 18 (82%) 4 (18%) 10
0 | o 92/92 (100%) 79 (36%) | 13 (14%) 21 |
41 p 74/74 (100%) 68 (92%) 6 (8%) 14 47
PR 109/109 (100%) | 88 (81%) | 21 (19%) | [L][s] |
43 s 166/166 (100%) 155 (93%) 11 (7%) 19 57
44 t 136/136 (100%) 128 (94%) 8 (6%) 23 60
45 1 13/13 (100%) 12 (92%) 1 (8%) 157 49
52 AA 174/174 (100%) 152 (87%) 22 (13%) 26
53 BB 194/194 (100%) 169 (87%) 25 (13%) 25
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
o4 cC 183/183 (100%) 155 (85%) 28 (15%)
55 DD 190/190 (100%) 168 (88%) 22 (12%)
56 EE 223/223 (100%) 183 (82%) 40 (18%)
o7 FF 161/161 (100%) 126 (78%) 35 (22%)
58 GG 207/207 (100%) 179 (86%) 28 (14%)
59 HH 169/169 (100%) 151 (89%) 18 (11%)
60 IT 178/178 (100%) 155 (87%) 23 (13%)
61 JJ 161/161 (100%) 141 (88%) 20 (12%)
62 KK 89/89 (100%) 76 (85%) 13 (15%)
63 LL 136/136 (100%) 110 (81%) 26 (19%)
64 MM 104/104 (100%) 85 (82%) 19 (18%)
65 NN 130/130 (100%) 108 (83%) 22 (17%)
66 00 106,/106 (100%) 81 (76%) 25 (24%)
67 PP 116/116 (100%) 98 (84%) 18 (16%)
68 QQ 117/117 (100%) 102 (87%) 15 (13%)
69 RR 117/117 (100%) 102 (87%) 15 (13%)
70 SS 119/119 (100%) 100 (84%) 19 (16%)
71 TT 112/112 (100%) 94 (84%) 18 (16%)
72 Uu 94/94 (100%) 79 (84%) 15 (16%)
73 VvV 67/67 (100%) 61 (91%) 6 (9%)
4 WW 112/112 (100%) 99 (88%) 13 (12%)
75 XX 113/113 (100%) 94 (83%) 19 (17%)
76 YY 108/108 (100%) 88 (82%) 20 (18%)
77 77 66/66 (100%) 59 (89%) 7 (11%)
78 aa 85/85 (100%) 77 (91%) 8 (9%)
79 bb 75/75 (100%) 62 (83%) 13 (17%)
80 cc 54/54 (100%) 44 (82%) 10 (18%)
81 dd 47/47 (100%) 40 (85%) 7 (15%)
82 ee 47/47 (100%) 39 (83%) 8 (17%)
83 ft 58/61 (95%) 57 (98%) 1 (2%)
84 gg 272/272 (100%) 250 (92%) 22 (8%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
86 ii 358/358 (100%) 324 (90%) 34 (10%) Il_()r 39
87 j] 506/522 (97%) 487 (96%) 19 (4%) 38 72
All All 10889/10934 (100%) | 9508 (87%) | 1381 (13%) E 25

5 of 1381 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
34 i 33 LEU
53 BB 212 VAL
79 bb 72 ARG
36 k 37 ARG
42 r 70 GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (3) such
sidechains are listed below:

Mol | Chain | Res | Type

5 E 217 GLN

7 G 29 ASN

42 r 103 HIS

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
46 2 74/76 (97%) 20 (27%) 0
47 3 72/75 (96%) 36 (50%) 0
48 5 3643/3662 (99%) 1179 (32%) 0
49 7 119/120 (99%) 19 (15%) 0
50 8 155/156 (99%) 52 (33%) 0
51 9 1709/1719 (99%) 608 (35%) 0
85 hh 11/12 (91%) 7 (63%) 0
All All 5783/5820 (99%) 1921 (33%) 0

5 of 1921 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
46 2 7 G
46 2 8 U
46 2 9 A
46 2 13 U
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Mol

Chain

Res

Type

46

2

16

C

There are no RNA pucker outliers to report.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 207 ligands modelled in this entry, 203 are monoatomic - leaving 4 for Mogul analysis.

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 Counts RMSZg #|Z] > 2| Counts RMSZg H|Z| > 2
90 SF4 jj 600 87 0,12,12 0.00 - 0,24,24 0.00 -
90 SF4 jj 601 87 0,12,12 0.00 - 0,24,24 0.00 -
91 | ADP jj 602 - 25,29.29 | 1.08 2 (8%) | 24,4545 | 1.79 2 (8%)
91 ADP jj 603 - 25,2929 | 1.08 2 (8%) | 24,4545 | 1.81 2 (8%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical

component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
90 SF4 jj 600 87 - 0/0/48/48 | 0/6/5/5
90 SF4 jj 601 87 - 0/0/48/48 | 0/6/5/5
91 | ADP jj 602 - - 0/12/32/32 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
91 | ADP jj 603 - - 0/12/32/32 | 0/3/3/3

All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
91 JJ 602 | ADP | C2-N3 | 2.07 1.35 1.32
o1 ij | 603 | ADP | C2-N3 | 2.16 1.35 1.32
o1 ij | 602 | ADP | C5-C4 | 3.28 1.47 1.40
o1 i | 603 | ADP | C5-C4 | 3.34 1.48 1.40

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
91 JJ 602 | ADP | N3-C2-N1 | -6.96 122.80 128.86
91 j] 603 | ADP | N3-C2-N1 | -6.95 122.81 128.86
01 ii | 603 | ADP | C4&C5-N7 | -3.07 106.45 109.41
91 Ji 602 | ADP | C4-C5-N7 | -3.07 106.45 109.41

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

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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