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

MolProbity : 4.02b-467

Mogul : 1.8.5(274361), CSD asb41be (2020)
Xtriage (Phenix) : 1.13
EDS : 2.36

buster-report : 1.1.7 (2018)
Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.36
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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 2.85 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
Rfree T 0.305
Ramachandran outliers I 0 D 0.8%
Sidechain outliers I | I 569
RSRZ outliers I | I 7%
RNA backbone I | I 051
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R free 130704 3168 (2.00-2.82)
Ramachandran outliers 138981 3348 (2.90-2.82)
Sidechain outliers 138945 3351 (2.90-2.82)
RSRZ outliers 127900 3103 (2.90-2.82)
RNA backbone 3102 1088 (3.12-2.60)

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

Mol | Chain | Length Quality of chain
1 1A 2915 81% 18%
1 2A 2915 77% 19%
2 1B 121 90% 9% -
2 2B 121 70% 29% .
3 1D 276 97%

Continued on next page...


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

Page 4

Full wwPDB X-ray Structure Validation Report 6ND6

Continued from previous page...

Mol | Chain | Length Quality of chain
5%
3 2D 276 96%
4 1E 206 2% 7%
%
4 2E 206 93% 6% -
5 1F 210 90% 7% o
7%
5 2F 210 90% 6% o
%
6 1G 182 | " o -
15%
6 2G 182 93% 7% -
7 1H 180 91% 6% o
19%
7 2H 180 93% =
8 11 148 91% 7%
5%
8 21 148 94% 5% -
9 1N 140 94% 6%
1%
9 2N 140 94% 6%
10 10 122 96%
8%
10 20 122 99%
%
11 1P 150 | ™ 5o o
5%
11 2P 150 95% 5% -
%
12 | 1Q 141 | " T
1%
12 2Q 141 99%
13 1R 118 92% 8%
7%
13 | 2R 118 | ™ = ™
14 1S 112 93% 5%
7%
14 25 112 93% 5%
15 1T 146 84% 6% | 10%
3%
15 | 2T ue | ™ — ———

Continued on next page...



Page 5 Full wwPDB X-ray Structure Validation Report 6ND6
Continued from previous page...
Mol | Chain | Length Quality of chain
%
16 | 1U s | " 5% -
5%
16 2U 118 97% =
17 1V 101 92% 8%
7%
17 2V 101 95% 5%
18 1w 113 96% .
10%
18 2W 113 98% -
19 1X 96 95% .
11%
19 2X 96 94% 5% -
20 1Y 110 92% 5% -
14%
20 | 2Y 110 | 5% s T
%
21 17 206 . 69% 5% 25%
5%
21 27, 206 73% 22%
7%
22 | 10 8 | 550 5% T
18%
22 | 20 g | 55 5% T
%
23 11 98 = 91% 8% -
7%
23 21 98 96% .
24 12 72 97%
7%
24 | 22 2 | 575
25 13 60 95% "
8%
25 23 60 93% 5% .+
26 14 71 86% 10%
11%
26 24 71 85% 11%
27 15 60 92% 7% -
3%
27 25 60 = 90% 8% '+
28 16 54 93% 6% -

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

Mol | Chain | Length Quality of chain
5%
28 26 54 89% 9% .
7%
29 17 49 90% 8% -
3%
29 27 49 90% 8% o
%
30 | 18 65 | ™ SUs T
3%
30 28 65 89% 9% .
31 19 37 97%
33%
31 29 37 100%
32 la 1521 80% 19%
%
32 %a 1521 | " — R
3%
33 1b 256 83% 7% | 10%
71%
33 2b 256 82% 7% - 10%
2%
34 lc 239 82% 5% 14%
76%
34 2¢c 239 84% B VT
3%
35 1d 209 | ™ e =
3%
35 2d 209 - 95% 5%
5%
36 le 162 - 85% 6% 9%
5%
36 %e 162 | H— — —
%
37 1f 101 . 96% N
%
37 of 101 | " = "
8%
38 lg 156 | T :
14%
38 % 156 | E— = :
7%
39 1h 138 | = — -
5%
39 2h 138 — 93% 6% -
6%
40 1i log | E— o :
73%
40 21 128 96% .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
0%
41 1 105 |T— 555 ——
30%
. T —— ——
41 2j 105 84% 8% 9%
1%
42 1k 19 | HE— e S —
4%
42 %k 1og | I v
%
43 11 132 | " — ————
5%
43 21 132 88% 5% 8%
3%
44 | 1m 126 | ™ e -
21%
44 2m 126 93% =
15%
45 1n 61 2% 7%
64%
T -
45 2n 61 93% 5%
%
46 lo 89 96% N
%
46 2 g9 | " e 6
19%
47 1p 88 89% 5% 7%
3%
47 2p 88 - 86% 7% 1%
5%
48 1q 105 89% 6% 6%
7%
48 2q 105 92% . 6%
3%
49 1r 88 - 75% 23%
%
49 2r 88 . 73% 5% 23%
%
50 1s 93 = 80% 10% | 11%
11%
50 28 93 — 83% 6% | 11%
7%
51 1t 106 - 86% 5% 9%
8%
51 2t 106 — 81% 9% 9%
19%
52 1u 27 —— 85% 15%
78%
T ———
52 2u 27 81% 15%
7%
53 1v 27 - 41% 7% 52%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
53 2v 27 33% 15% 52%
13%
54 1w 76 54% 39% -
5%
54 ly 76 57% 36% 5% -
36%
N
o4 2w 76 47% 42% 7%
13%
o4 2y 76 42% 50% -
b} 1x 7 75% 23%
%
55 2x 7 . 71% 27% .

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
54 | 6MZ 2y 37 - - - X
56 MG 1A 3348 - - - X
56 MG 1A 4073 - - - X
56 MG 1F 314 - - - X
o6 MG 2A 3316 - - - X
o6 MG 2A 3359 - - - X
56 MG 2A 3773 - - - X
56 MG 2A 3774 - - - X
56 MG 2A 3801 - - - X
56 MG 2T 202 - - - X
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2 Entry composition (i)

There are 60 unique types of molecules in this entry. The entry contains 300104 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 23S Ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
U [T s osrs s 0 0 0
U an |0 | s s 1000 2500 0 0 0
e Molecule 2 is a RNA chain called 5S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 1B 120 ggt;;l 1126 41;16 8(??5 11;)0 0 0 0
2 2B 120 rggt?ggl 11046 41;16 8(??3 1I2)O 0 0 0
e Molecule 3 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 1D 2| e 1m0 3 361 3 0 0 0
5 2| i 1m0 3 361 3 0 0 0
e Molecule 4 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 LE 204 ??5?91 9(835 21;18 2(7)0 2 0 0 0
4 2k 204 ??5?91 9(835 21;18 2(7)0 g 0 ¥ 0

e Molecule 5 is a protein called 50S ribosomal protein L4.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o LF 203 1584 1009 298 275 2 0 0 1
Total C N O S
o 2K 203 1580 1007 297 274 2 0 0 1
e Molecule 6 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 1G 181 1423 913 253 253 4 0 0 0
Total C N O S
6 2G 181 1428 913 258 253 4 0 0 0
e Molecule 7 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 1H 14 1330 845 248 236 1 0 0 0
Total C N O S
7 2H 1 1330 845 248 236 1 0 0 0
e Molecule 8 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 1 146 1097 701 191 204 1 0 0 0
Total C N O S
8 2l 146 1064 681 186 196 1 0 0 0
e Molecule 9 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) IN 140 1117 719 207 187 4 0 0 0
Total C N O S
o | N 140 1117 719 207 187 4 0 0 0
e Molecule 10 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 10 122 933 588 171 170 4 0 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

IR EH N ERE
e Molecule 11 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 1P 149 1;(;;&51 7(036 21;10 186 2 0 0 0
1 2P 149 ?iga; 7(016 212\’)10 1(36 2 0 0 0

e Molecule 12 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 1Q 14l ?itQaQI 7(;5 QTZ 1(;8 ? 0 0 0
12 2Q 141 ?igl 7?5 21112 1(238 ? 0 0 0

e Molecule 13 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 LR 118 gogg l 6(54 21(\)13 1(6?0 El; 0 0 0
13 2R 118 gogg l 6(54 21(\)13 1(6?0 ? 0 0 0

e Molecule 14 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 15 110 q??? 1 5(530 11;14 151)9 0 0 0
14 25 110 TSO;(?I 539 11;13 128 0 0 0

e Molecule 15 is a protein called 50S ribosomal protein L.19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| 1T 131 | 00 g0 o 185 1 0 0 0
| 21 R g 0 0 0
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e Molecule 16 is a protein called 50S ribosomal protein L20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR Y T HEEEEE
IR Y T HIEEEEE
e Molecule 17 is a protein called 50S ribosomal protein L21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
MRS AT S L
MRS S L
e Molecule 18 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s ow | e s a0 | 00
s paw | s a0 | 0|0
e Molecule 19 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| x| e s s e | 0 | 0|
IEIEEE S T HEEEEE
e Molecule 20 is a protein called 50S ribosomal protein L24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 | | | om0 | 0 |0
20 2Y 107 1;30(;52 l 5(1]7 12]2 1(??1 g 0 0 0

e Molecule 21 is a protein called 50S ribosomal protein L25.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 12 154 1240 795 222 220 3 0 0 0
Total C N O S
21 2Z 160 1271 814 228 227 2 0 0 0
e Molecule 22 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
22 10 83 653 404 139 109 1 0 0 0
Total C N O S
22 20 83 653 404 139 109 1 0 0 0
e Molecule 23 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 11 7 755 475 148 131 1 0 0 0
Total C N O S
23 2 7 755 475 148 131 1 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 1 12 70 588 365 118 103 2 0 0 0
Total C N O S
24 1 2 70 588 365 118 103 2 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
25 13 o9 469 298 90 81 0 0 0
Total C N O
25 | 23 o9 464 296 90 78 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 14 69 552 349 99 99 5 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
26 | 24 69 o D 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 | 15 59 1:;);58“1 2;35 81\; 706 g 0 0 0
o7 | 25 59 ol N D 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L33.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 | 16 53 1};;‘1 221 91\1 707 i 0 0 0
28 | 26 53 1};31 2(739 91\1 705 i 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 30 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
RN T
e Molecule 31 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 | 19 37 T3°Ot?1 1(58 61\; f7 i 0 0 0
31 | 29 37 T?)Ootsl 1(838 61\; f7 i 0 0 0
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e Molecule 32 is a RNA chain called 16S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
32| la 1500} 39046 14358 5975 10413 1500 0 0 0
Total C N @) P
32 2a 1503 32327 14396 5990 10438 1503 0 0 0
e Molecule 33 is a protein called 30S ribosomal protein S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 | 1b 231 1846 1179 331 331 5 0 0 0
Total C N O S
33 1 2b 231 1825 1167 326 327 5 0 0 0
e Molecule 34 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 le 206 1548 973 301 273 1 0 0 0
Total C N O S
3| 206 1542 968 300 273 1 0 0 0
e Molecule 35 is a protein called 30S ribosomal protein S4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 1d 208 1655 1038 326 284 7 0 0 0
Total C N O S
35 2d 208 1674 1050 333 284 7 0 0 0
e Molecule 36 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
36 le 148 1129 714 213 198 4 0 0 0
Total C N O S
36 2 148 1133 716 214 199 4 0 0 0

e Molecule 37 is a protein called 30S ribosomal protein S6.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 1f 100 810 514 144 149 3 0 0 0
Total C N O S
37 2 100 816 516 146 151 3 0 0 0
e Molecule 38 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 lg 195 1231 766 243 216 6 0 0 0
Total C N O S
38 28 195 1235 769 244 216 6 0 0 0
e Molecule 39 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 1h 137 1088 689 206 191 2 0 0 0
Total C N O S
39 2h 137 1088 689 206 191 2 0 0 0
e Molecule 40 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
) Total C N O
0] o 127 083 623 193 167 0 0
) Total C N O
0] 4 127 978 619 190 169 0 0
e Molecule 41 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
) Total C N O
A o7 709 440 138 131 0 0
) Total C N O
4 2 %6 714 445 138 131 0 0
e Molecule 42 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 Lk 114 829 516 155 155 3 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

42 2k 14 T803t3a l 5(119 1126 1(5)5 2 0 0 0
e Molecule 43 is a protein called 30S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 1 122 1;90;;1 5§6 115\315 1?9 g 0 0 0
43 21 122 T90?f;1 5;36 115\3]5 1(5)9 2 0 0 0

e Molecule 44 is a protein called 30S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
i 123 1;)052 | 532 112\)]8 1(6)6 g 0 0 0
4] 2m 122 1;)0;3 | 536 11;)17 1((?5 g 0 0 0

e Molecule 45 is a protein called 30S ribosomal protein S14 type Z.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 In 60 TA?;; l 3(1]2 11(\)14 702 zSL 0 0 0
5 60 Ifgt; l 3(1]2 11514 702 zSL 0 0 0

e Molecule 46 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e 58 T702t§L l 4?6 111\1]4 1C2)6 S ¥ 0 ¥
i 5 T702t§L l 4(;6 111\114 1C2)6 3 ¥ ¥ ¥

e Molecule 47 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e 82 Téostf l 4(:;3 11;14 1?3 ? 0 0 0
AT 52 ‘o7 a0 13 13 1 ¥ ¥ ¥
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e Molecule 48 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 lq % Tsozt?? l 528 11;1 122 2 0 0 0
s %9 T802t§ l 538 11;1 151)2 2 0 0 0

e Molecule 49 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
9 I 08 205? l 3?5 11(\)18 5?2 0 0
9 08 20;5& l 3?5 11(\)18 902 0 0
e Molecule 50 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e 83 1;50;; 1 4(1]7 11;10 1?3 g 0 0 0
0 % 83 T604t(23]L 1 4?2 11119 1C1)3 2 0 0 0
e Molecule 51 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
KRR T HIEEERE
IEERE T HEEERE
e Molecule 52 is a protein called 30S ribosomal protein Thx.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | 1u 23 Tlogtgl 1(232 41\; 2% 0 0 0
52 | 2u 23 110531 1(232 41\; 2% 0 0 0

e Molecule 53 is a RNA chain called mRNA.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

B v | B by s oz | :

B x| By s a3 | O 0

e Molecule 54 is a RNA chain called A-site and E-site tRNAs.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| v E ?ggasl 750 215\3]2 5(1)2 % ? 0 0 0
oy 74 ?gstil 7?0 21;3]7 5(1)9 72 ? 0 0 0
| 2w E ?gg;l 7%0 21;;]2 5(1)2 72 ? 0 0 0
I E ?ggasl 7%0 215\;12 5(1)2 % ? 0 0 0
e Molecule 55 is a RNA chain called P-site tRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| Ix 70 ?é%? 735 21;4 5(2)9 ;:5 ? 0 0 0
o 70 325? 7(235 21;4 5(2)9 7% ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
56 1A 1073 1073 1073 0 0
Total Mg
56 1B 35 a5 a5 0 0
Total Mg
56 1D 13 13 13 0 0
Total Mg
56 1E 15 15 15 0 0
Total Mg
56 1F 14 14 14 0 0
56 | 1G 3 Total Mg 0 0
3 3
56 | 11 | Total Mg 0 0
1 1
Total Mg
56 1N 4 4 4 0 0

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

5 | 10 9 Total = Mg 0 0
9 9
Total Mg

56 1P 8 A 0 0
Total Mg

56 1Q 8 A 0 0

5 | IR 9 Total - Mg 0 0
9 9

56 | 1S 9 Total - Mg 0 0
9 9

56 1T 9 Total = Mg 0 0
9 9
Total Mg

56 1U 10 10 0 0

56 | 1V 8 Total - Me 0 0
8 8

56 | 1W 8 Total - Mg 0 0
8 8

56 1X 5 Total - Mg 0 0
5 5

56 1Y 1 Toltal l\/ig 0 0

56 17 3 Total -~ Mg 0 0
3 3
Total Mg

56 10 7 S 0 0

56 11 1 Total - Mg 0 0
1 1
Total Mg

56 12 9 ) ) 0 0
Total Mg

56 13 6 A 0 0

56 14 1 Total = Mg 0 0
1 1
Total Mg

56 15 7 S 0 0
Total Mg

56 16 4 PR 0 0
Total Mg

56 17 5 . . 0 0
Total Mg

56 18 9 ) ) 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

56 19 3 3 3 0 0
Total Mg

56 la 229 999 999 0 0

56 | 1b | Total - Mg 0 0
1 1

56 1d 1 Total - Mg 0 0
1 1
Total Mg

56 le 2 9 9 0 0

56 1f 1 Total - Mg 0 0
1 1
Total Mg

56 11 3 5 3 0 0

56 | 1m 1 Total - Mg 0 0
1 1

56 In 1 Total - Mg 0 0
1 1

56 Ip 1 Total Mg 0 0
1 1

56 1r 1 Total - Mg 0 0
1 1

56 1s 1 Total - Mg 0 0
1 1

56 1t 1 Total - Mg 0 0
1 1

56 1v 1 Total - Mg 0 0
1 1
Total Mg

56 1w 6 6 6 0 0
Total Mg

56 1x 13 13 13 0 0
Total Mg

56 ly 5 5 5 0 0
Total Mg

56 2A 874 Q74 874 0 0
Total Mg

56 2B 21 21 21 0 0
Total Mg

56 2D 7 . . 0 0

56 | 2F 8 Togal l\gg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

56 9F 7 S 0 0

56 | 2G | Tofal hgg 0 0

5 | oN | Tofal hgg 0 0

5 | 20 | Tofal hgg 0 0

5 | 2P 9 Total - Mg 0 0
9 9

56 | 2Q 5 Total - Me 0 0
5 5

56 9R 3 Total - Mg 0 0
3 3

56 oT 3 Total - Mg 0 0
3 3

56 92U 3 Total - Mg 0 0
3 3

56 | 2V 1 Toltal hgg 0 0

56 | 2W 1 Toltal hfg 0 0

56 92X 9 Total -~ Mg 0 0
9 9

56 27 1 Toltal l\/ig 0 0

56 20 9 Total = Mg 0 0
2 9

56 21 1 Total = Mg 0 0
1 1

56 ) 1 Total = Mg 0 0
1 1
Total Mg

56 23 3 2 0 0
Total Mg

56 25 3 2 0 0

56 2% 9 Total = Mg 0 0
2 9

56 927 9 Total = Mg 0 0
2 9

56 | 928 | Toltal l\gg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
56 2a 233 933 933 0 0
56 | 2d | Total Mg 0 0
1 1
56 | 2 | Total - Mg 0 0
1 1
Total Mg
56 2f 2 9 9 0 0
56 2% 1 Total Mg 0 0
1 1
. Total Mg
56 21 2 9 9 0 0
. Total Mg
56 2j 2 9 9 0 0
56 9k 1 Toltal hgg 0 0
Total Mg
56 21 5 5 5 0 0
56 % 1 Total Mg 0 0
1 1
Total Mg
56 2q 3 3 3 0 0
56 o 1 Total - Mg 0 0
1 1
56 2t 1 Total - Mg 0 0
1 1
Total Mg
56 2v 2 9 9 0 0
56 | 2w 1 Toltal hgg 0 0
Total Mg
56 2x 5 5 5 0 0
Total Mg
56 2y 4 4 4 0 0

e Molecule 57 is ERYTHROMYCIN A (three-letter code: ERY) (formula: C37Hg;NO;3).
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ERY
0
/;:’._“'-..\ \-\\\3{: s
2 Crom O};.;f
oK
0 L \
2N
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
57 1A 1 51 37 1 13 0 0
Total C N O
o7 2A 1 51 37 1 13 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

58 | 1Y | Total = Zn 0 0
11

58 14 1 Total ~ Zn 0 0
11

58 15 1 Total ~ Zn 0 0
11

58 16 1 Total = Zn 0 0
11

58 19 1 Total = Zn 0 0
11

58 In 1 Total = Zn 0 0
11

58 2y 1 Total = Zn 0 0
11

58 94 1 Total Zn 0 0
11

58 25 1 Total = Zn 0 0
11

58 2% 1 Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
53 29 1 Total Zn 0 0
1 1
53 | on | Toltal Zln 0 0

e Molecule 59 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: Fe,Sy).

SF4

S3 FE

Fe
FE4 F Q
2 S2
Fe s
Fe
St FE3

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 1d 1 Togal P;f i 0 0
59 2d 1 Togtal ie i 0 0

e Molecule 60 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

60 1A 3 3 3 0 0

60 | 1A | Total - O 0 0
1 1
Total O

60 1A 5 5 5 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 2 9 9 0 0

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

60 1A 4 4 4 0 0

60 | 1A | Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 4 A 4 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 6 6 6 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0

60 1A 1 Total - O 0 0
1 1

60 1A 1 Total O 0 0
1 1
Total O

60 1A 5 5 5 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 4 4 4 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1A 5 5 5 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 4 A A 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 4 4 4 0 0
Total O

60 1A 2 9 9 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 5 5 5 0 0

60 1A 1 Total O 0 0
1 1
Total O

60 1A 4 4 4 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0

60 | 1A | Toltal ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

60 | 1A | Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0

60 | 1A | Total - O 0 0
1 1
Total O

60 1A 4 4 4 0 0
Total O

60 1A 3 3 3 0 0
Total O

60 1A 4 A A 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0

60 1A 1 Total - O 0 0
1 1

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 3 5 5 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 3 5 5 0 0
Total O

60 1A 4 4 4 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1A 5 5 5 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 5 5 5 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0
Total O

60 1A 3 3 3 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 5 5 5 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 4 4 4 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 5 5 5 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 3 3 3 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1A 3 5 3 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 4 4 4 0 0
Total O

60 1A 3 5 3 0 0
Total O

60 1A 2 5 5 0 0

60 1A 1 Total - O 0 0
1 1

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 4 A A 0 0
Total O

60 1A 5 5 5 0 0

60 1A 1 Total - O 0 0
1 1

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0
Total O

60 1A 3 3 3 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0

60 1A 1 Total O 0 0
1 1
Total O

60 1A 2 9 9 0 0

60 1A 1 Total = O 0 0
1 1
Total O

60 1A 4 4 4 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 5 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1A 2 TOZtal (2) 0 0
60 | 1A 2 TOZtal (2) 0 0
60 | 1A 2 TOZtal (2) 0 0
60 | 1A | Total O 0 0
11
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 6 Togal (6) 0 0
60 | 1A 3 TO;al (3) 0 0
60 | 1A 2 TO;’J 2 0 0
60 | 1A 1 Total 0O 0 0
11
60 | 1A 5 Togal g 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 3 Togtal (; 0 0
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 6 Togal %) 0 0
60 | 1A 6 Togal (6? 0 0
60 | 1A 2 TO;al (2) 0 0
60 | 1A 3 TO;al (3) 0 0
60 | 1A 3 Togtal (; 0 0
60 | 1A 3 Togtal g 0 0
60 | 1A 3 T";al g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1A 2 TOZtal (2) 0 0
60 | 1A | Total O 0 0
11
60 | 1A 2 TOZtal (2) 0 0
60 | 1A 6 Togal (g 0 0
60 | 1A 3 TO;al (:,3 0 0
60 | 1A 3 To?fal (:,3 0 0
60 | 1A 1 Total 0O 0 0
11
60 | 1A 5 Togal (5) 0 0
60 | 1A 2 TO;’J 2 0 0
60 | 1A 2 Togal c2) 0 0
60 | 1A 2 Togal c2) 0 0
60 | 1A 1 Total 0O 0 0
11
60 | 1A 5 Togal g 0 0
60 | 1A 3 Togtal g 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 6 Togal (6? 0 0
60 | 1A 6 Togal (6? 0 0
60 | 1A 4 Toial Ef 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 3 Togtal g 0 0
60 | 1A 4 T"ial 2 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1A 2 TOZtal (2) 0 0
60 | 1A 6 Togal (g 0 0
60 | 1A 3 To?fal (; 0 0
60 | 1A 2 TOZtal (2) 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 2 TO;’J 2 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 4 TOFI (i 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 4 Toial (j 0 0
60 | 1A 3 TO;al (; 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 2 T°2tal (2) 0 0
60 | 1A 2 T";ﬂ (2) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1A 1 Total O 0 0
11
60 | 1A 5 Togal (5) 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A | Total O 0 0
11
60 | 1A 5 Togal (5) 0 0
60 | 1A 5 Togal (; 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 1 Total 0O 0 0
11
60 | 1A 2 Togal c2) 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 6 Togal (g 0 0
60 | 1A 4 TOFI (i 0 0
60 | 1A 3 Togtal g 0 0
60 | 1A 3 Togfal g 0 0
60 | 1A 3 TO;al (; 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 6 T"gal (g 0 0
60 | 1A 2 T";ﬂ (2) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

60 | 1A | Total O 0 0
11
Total O

60 1A 3 A 0 0

60 | 1A | Total O 0 0
11
Total O

60 1A 5 2 0 0
Total O

60 1A 3 A 0 0

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11
Total O

60 1A 9 Ty 0 0

60 1A 1 Total O 0 0
11
Total O

60 1A 9 A 0 0

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total - O 0 0
11

60 1A 1 Total - O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total - O 0 0
11
Total O

60 1A 9 A 0 0

60 | 1A ! Toltal ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1A 2 9 9 0 0
Total O

60 1A 3 5 5 0 0

60 | 1A | Total - O 0 0
1 1

60 | 1A | Total O 0 0
1 1

60 | 1A | Total O 0 0
1 1
Total O

60 1A 4 A A 0 0

60 1A 1 Total - O 0 0
1 1

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 3 3 3 0 0
Total O

60 1A 3 3 3 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 3 3 3 0 0
Total O

60 1A 3 3 3 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 5 5 5 0 0

60 1A 1 Total = O 0 0
1 1
Total O

60 1A 2 9 9 0 0
Total O

60 1A 3 3 3 0 0

60 | 1A | Toltal ? 0 0

Continued on next page...
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Full wwPDB X-ray Structure Validation Report
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1A 9 A 0 0

60 | 1A | Total O 0 0
11
Total O

60 1A 5 s 0 0

60 | 1A | Total O 0 0
11
Total O

60 1A 9 A 0 0

60 1A 1 Total O 0 0
11
Total O

60 1A 9 S 0 0
Total O

60 1A 3 A 0 0

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11
Total O

60 1A 5 A 0 0

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total - O 0 0
11

60 1A 1 Total - O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total - O 0 0
11
Total O

60 1A 4 P 0 0

60 | 1A ! Toltal ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1A 3 3 3 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 6 6 6 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 4 A A 0 0
Total O

60 1A 4 A A 0 0
Total O

60 1A 4 A A 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 2 9 9 0 0

60 1A 1 Total - O 0 0
1 1

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 5 5 5 0 0
Total O

60 1A 2 9 9 0 0

60 1A 1 Total = O 0 0
1 1

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0
Total O

60 1A 3 3 3 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1A 6 6 6 0 0

60 | 1A | Total - O 0 0
1 1

60 | 1A | Total - O 0 0
1 1

60 | 1A | Total O 0 0
1 1

60 | 1A | Total O 0 0
1 1

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 6 6 6 0 0
Total O

60 1A 6 6 6 0 0
Total O

60 1A 2 5 5 0 0
Total O

60 1A 2 5 5 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 6 6 6 0 0
Total O

60 1A 6 6 6 0 0
Total O

60 1A 6 6 6 0 0
Total O

60 1A 2 5 5 0 0
Total O

60 1A 4 4 1 0 0
Total O

60 1A 6 6 6 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 4 4 1 0 0
Total O

60 1A 4 4 1 0 0
Total O

60 1A 5 5 5 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1A 3 To?fal (; 0 0
60 | 1A 3 To?fal (; 0 0
60 | 1A 3 To?fal (; 0 0
60 | 1A 6 Togal (g 0 0
60 | 1A 6 Togal (6) 0 0
60 | 1A 6 Togal (g 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 4 Toial El) 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 4 Tofl 2 0 0
60 | 1A 2 Togal c2) 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 6 Togal (6? 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 2 T°2tal (2) 0 0
60 | 1A 3 T";al g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1A 5 Togal (5) 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 2 TOZtal (2) 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 3 To?fal (:,3 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 3 TO;al (3) 0 0
60 | 1A 3 To?fal g 0 0
60 | 1A 2 Togal c2) 0 0
60 | 1A 2 Togal c2) 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 1 Total 0O 0 0
11
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 6 Togal %) 0 0
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 6 Togal (g 0 0
60 | 1A 6 Togal (6? 0 0
60 | 1A 3 Togtal g 0 0
60 | 1A 5 Togal g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1A 3 To?fal (; 0 0
60 | 1A 2 TOZtal (2) 0 0
60 | 1A 3 To?fal (; 0 0
60 | 1A 6 Togal (g 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 4 Toial El) 0 0
60 | 1A 4 TOFI 2 0 0
60 | 1A 3 TO;al g 0 0
60 | 1A 6 Togal 2 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 3 Togtal (; 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 4 Toial (j 0 0
60 | 1A 2 TO;al (2) 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 1 Total O 0 0
11
60 | 1A 2 T";ﬂ (2) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1A 6 Togal (g 0 0
60 | 1A 2 TOZtal (2) 0 0
60 | 1A 6 Togal (g 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 3 To?fal (:,3 0 0
60 | 1A 6 Togal (6) 0 0
60 | 1A 3 TO;al (3) 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 4 Tofl 2 0 0
60 | 1A 6 Togal 2 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 1 Total O 0 0
11
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 3 TO;al (; 0 0
60 | 1A 6 Togal (6? 0 0
60 | 1A 4 Toial Ef 0 0
60 | 1A 3 Togtal (; 0 0
60 | 1A 4 T"ial 2 0 0
60 | 1A 6 T"gal (g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1A 3 To?fal (; 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 6 Togal (g 0 0
60 | 1A 5 Togal (5) 0 0
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 5 Togal (; 0 0
60 | 1A 6 Togal (6) 0 0
60 | 1A 2 TOQtal (2) 0 0
60 | 1A 4 TOFI 2 0 0
60 | 1A 5 Togal g 0 0
60 | 1A 2 Togal c2) 0 0
60 | 1A 2 Togal (2) 0 0
60 | 1A 3 Togtal (; 0 0
60 | 1A 1 Total O 0 0
11
60 | 1A 3 Togfal g 0 0
60 | 1A 3 TO;al (; 0 0
60 | 1A 2 TO;al (2) 0 0
60 | 1A 4 Toial Ef 0 0
60 | 1A 4 Toial 2 0 0
60 | 1A 4 T"ial 2 0 0
60 | 1A 3 T";al g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1A 2 9 9 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 3 3 3 0 0

60 | 1A | Total O 0 0
1 1
Total O

60 1A 4 A A 0 0
Total O

60 1A 3 3 3 0 0
Total O

60 1A 5 5 5 0 0
Total O

60 1A 2 9 9 0 0
Total O

60 1A 6 6 6 0 0
Total O

60 1A 4 4 A 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 6 6 6 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 6 6 6 0 0

60 1A 1 Total O 0 0
1 1
Total O

60 1A 4 4 4 0 0
Total O

60 1A 2 9 9 0 0

60 1A 1 Total - O 0 0
1 1
Total O

60 1A 2 9 9 0 0
Total O

60 1A 2 5 9 0 0

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

60 1A 6 s 0 0

60 | 1A | Total O 0 0
11

60 | 1A | Total O 0 0
11

60 | 1A | Total O 0 0
11

60 | 1A | Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11
Total O

60 1A 9 Ty 0 0
Total O

60 1A 9 Ty 0 0

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11

60 1A 1 Total O 0 0
11
Total O

60 1A 9 A 0 0

60 1A 1 Total - O 0 0
11
Total O

60 1A 9 A 0 0

60 1A 1 Total - O 0 0
11

60 1A 1 Total - O 0 0
11
Total O

60 1A 9 A 0 0
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Full wwPDB X-ray Structure Validation Report

6ND6

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
60 1A 9 A 0 0
60 | 1A | Total O 0 0
11
Total O
60 1A 6 A 0 0
Total O
60 1A 384 agt 384 0 0
60 | 1B | Total O 0 0
11
Total O
60 1B 5 s 0 0
Total O
60 1B 3 A 0 0
Total O
60 1B 3 S 0 0
60 1B 1 Total O 0 0
11
60 1B 1 Total O 0 0
11
60 1B 1 Total O 0 0
11
60 1B 1 Total O 0 0
11
60 1B 1 Total O 0 0
11
Total O
60 1B 9 S 0 0
Total O
60 1B 9 S 0 0
Total O
60 1B 9 S 0 0
60 1B 1 Total - O 0 0
11
Total O
60 1B 4 P 0 0
60 1B 1 Total - O 0 0
11
60 1B 1 Total - O 0 0
11
60 | 1B | Toltal ? 0 0

Continued on next page...
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Full wwPDB X-ray Structure Validation Report

6ND6

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1B 2 9 9 0 0

60 | 1B | Total - O 0 0
1 1

60 | 1B | Total - O 0 0
1 1
Total O

60 1B 2 9 9 0 0

60 | 1B | Total - O 0 0
1 1
Total O

60 1B 5 5 5 0 0

60 1B 1 Total - O 0 0
1 1
Total O

60 1B 15 15 15 0 0
Total O

60 1D 4 4 4 0 0

60 | 1D 1 Total - O 0 0
1 1

60 | 1D 1 Total - O 0 0
1 1
Total O

60 1D 10 10 10 0 0
Total O

60 1E 2 9 9 0 0
Total O

60 1E 5 5 5 0 0

60 1E 1 Total - O 0 0
1 1
Total O

60 1E 5 5 5 0 0
Total O

60 1E 8 3 3 0 0

60 1F 1 Total = O 0 0
1 1
Total O

60 1F 6 6 6 0 0
Total O

60 1G 2 9 9 0 0
Total O

60 1G 2 9 9 0 0
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Full wwPDB X-ray Structure Validation Report

6ND6

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | 1H | Total - O 0 0
1 1
Total O
60 11 2 9 9 0 0
Total O
60 1N 5 5 5 0 0
60 | 10 | Total - O 0 0
1 1
60 | 10 | Total - O 0 0
1 1
Total O
60 10 5 5 5 0 0
Total O
60 1P 4 4 4 0 0
60 1P 1 Total - O 0 0
1 1
Total O
60 1P 2 9 9 0 0
Total O
60 1P 4 4 4 0 0
Total O
60 | 1Q 4 P 0 0
60 10 1 Total O 0 0
1 1
Total O
60 | 1Q 5 s 0 0
60 1R 1 Total - O 0 0
1 1
Total O
60 1R 7 - - 0 0
60 18 1 Total O 0 0
1 1
Total O
60 1S 4 4 4 0 0
60 1T 1 Total = O 0 0
1 1
60 1T 1 Total - O 0 0
1 1
Total O
60 1U 6 6 6 0 0
60 | 1V | Toltal ? 0 0
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Full wwPDB X-ray Structure Validation Report

6ND6

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 1V 9 9 9 0 0
Total O

60 1W 8 g g 0 0
Total O

60 1X 2 5 5 0 0
Total O

60 1X 4 4 4 0 0
Total O

60 1X 2 9 9 0 0
Total O

60 1Y 4 4 4 0 0

60 17 1 Total - O 0 0
1 1
Total O

60 10 3 3 3 0 0
Total O

60 10 2 9 9 0 0
Total O

60 10 4 4 4 0 0

60 11 1 Total - O 0 0
1 1
Total O

60 11 9 9 9 0 0
Total O

60 12 3 3 3 0 0

60 13 1 Total - O 0 0
1 1

60 13 1 Total - O 0 0
1 1
Total O

60 14 2 9 9 0 0
Total O

60 15 3 3 3 0 0

60 16 1 Total = O 0 0
1 1
Total O

60 16 2 9 9 0 0
Total O

60 17 2 9 9 0 0
Total O

60 17 7 - - 0 0
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Full wwPDB X-ray Structure Validation Report

6ND6

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 18 2 9 9 0 0
Total O

60 18 3 3 3 0 0
Total O

60 19 2 5 5 0 0
Total O

60 la 2 9 9 0 0
Total O

60 la 3 5 5 0 0
Total O

60 la 4 A A 0 0

60 la 1 Total - O 0 0
1 1
Total O

60 la 2 9 9 0 0
Total O

60 la 2 9 9 0 0

60 la 1 Total - O 0 0
1 1
Total O

60 la 5 5 5 0 0
Total O

60 la 4 4 4 0 0
Total O

60 la 4 4 4 0 0
Total O

60 la