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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

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

MolProbity : 4.02b-467
Mogul : 1.8.5(274361), CSD as541be (2020)

Xtriage (Phenix) : 1.13
EDS : FAILED
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.35.1
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.50 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 Y | o
Ramachandran outliers IS | D 0.3%
Sidechain outliers I o 2%
RNA backbone I | D 051
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 141614 1036 (3.58-3.42)
Ramachandran outliers 138981 1005 (3.58-3.42)
Sidechain outliers 138945 1006 (3.58-3.42)
RNA backbone 3102 1002 (4.00-3.00)

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%

Note EDS failed to run properly.

Mol | Chain | Length Quality of chain
1 QA 1521 52% 38% 9% v
1 XA 1521 52% 38% 9% .
2 QB 256 66% 26% 8%
2 XB 256 68% 24% 8%
3 QC 239 65% 20% Taw
3 XC 239 71% 15%  14%

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

Mol | Chain | Length Quality of chain
4 QD 209 76% 22% .
4 XD 209 70% 27% B
5 QE 162 75% 18% - 1%
) XE 162 72% 21% 7%
6 QF 101 84% 16%
6 XF 101 82% 18%
7 QG 156 81% 18%
7 XG 156 79% 20%
8 QH 138 80% 20%
8 XH 138 78% 22% .
9 QI 128 75% 23% -
9 XI 128 77% 20% -
10 QJ 105 63% 31% %
10 XJ 105 75% 16% 9%
11 QK 129 83% 9% 8%
11 XK 129 78% 12%  10%
12 QL 132 72% 21% 5%
12 XL 132 73% 17% %
13 QM 126 68% 27% 5%
13 XM 126 66% 24% 0%
14 QN 61 70% 25% -
14 XN 61 62% 31% 5% -
15 QO 89 89% 10% -
15 X0 89 83% 15%
16 QP 88 74% 22% 5%

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

Mol | Chain | Length Quality of chain
16 XP 88 76% 19% %
17 QQ 105 83% 12% 5%
17 XQ 105 76% 19% 5%
18 QR 88 70% 9% 20%
18 XR 88 67% 13% 20%
19 QS 93 73% 15% - 11%
19 XS 93 68% 23% 0%
20 QT 106 70% 22% %
20 XT 106 69% 21% P 7
21 QU 27 59% 33% “T%
21 XU 27 74% 19% “T%
22 QV 7 52% 36% 0% -
22 XV 7 51% 40% 8% -
23 QX 19 32% 42% 16% 11%
23 XX 19 42% 47% T
24 RO 85 85% 1% 5%
24 YO0 85 80% 16%
25 R1 98 80% 17%
25 Y1 98 83% 12% 5%
26 R2 72 82% 14%
26 Y2 72 82% 12% 6%
27 R3 60 85% 13%
27 Y3 60 77% 22% N
28 R4 71 52% 11% 37%
28 Y4 71 39% 21% . 35%

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

Mol | Chain | Length Quality of chain
29 R5 60 68% 25% 5% -
29 Y5 60 67% 27% e
30 R6 54 72% 22% R
30 Y6 54 65% 26% 6% ..
31 R7 49 67% 29% -
31 Y7 49 86% 12%
32 RS 65 69% 23% “6% -
32 Y8 65 72% 26% B
33 R9 37 70% 24% 5%
33 Y9 37 68% 27% 5%
34 RA 2915 53% 36% %
34 YA 2915 53% 35% 0% -
35 RB 122 57% 37% R
35 YB 122 53% 36% % o
36 RD 276 76% 21% -
36 YD 276 80% 18%
37 RE 206 72% 25% B
37 YE 206 75% 24%
38 RF 210 75% 20% e
38 YF 210 73% 23% -
39 RG 182 76% 23%
39 YG 182 78% 21%
40 RH 180 64% 27% “6% -
40 YH 180 77% 18% ey
41 RI 148 72% 23% o

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

Mol | Chain | Length Quality of chain
41 Y1 148 68% 30% -
42 RN 140 82% 16% .-
42 YN 140 79% 20%
43 RO 122 75% 25%
43 YO 122 84% 16%
44 RP 150 77% 21% .
44 YP 150 75% 23% B
45 RQ 141 75% 25%
45 YQ 141 74% 26% .
46 RR 118 69% 28% o
46 YR 118 75% 24% .
47 RS 112 75% 24% .
47 YS 112 79% 18% e
48 RT 146 75% 19% “6%
48 YT 146 66% “6%
49 RU 118 77% 19% o
49 YU 118 79% 19% .
50 RV 101 78% 22%
50 YV 101 79% 21%
51 RW 113 79% 21%
o1 YW 113 81% 19%
52 RX 96 80% 16%
52 YX 96 76% 20% -
23 RY 110 72% 22% T
53 YY 110 75% 22% _.

Continued on next page...




Page 7 wwPDB X-ray Structure Validation Summary Report 6NWY

Continued from previous page...

Mol | Chain | Length Quality of chain
54 RZ 206 64% 22% Co11%
54 YZ 206 68% 21% . 6%

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 SF4 QD 301 - - X -
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2 Entry composition (i)

There are 57 unique types of molecules in this entry. The entry contains 292039 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

e Molecule 1 is a RNA chain called 16S rRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O T
1| QA 151 39469 14453 6011 10495 1510 0 0 0

Total C N O P
1| XA 1515 39551 14490 6022 10525 1514 0 0 0

e Molecule 2 is a protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 WB 255 o 1o a1 s s 0 0 0
2| B 26 o 1as s sul - 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 QC 205 ?Z’E)a; 1(?11 311]3 220 ? 0 0 0
s XC 205 ?28351 1(?11 311]3 2(83() ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 QD 208 ??E)Zl 10C66 31§9 281 § 0 0 0
4 XD 208 ??E)Zl 10%6 31;]9 281 g 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o QE 151 1155 729 218 204 4 0 0 0
Total C N O S
o XE 151 1155 729 218 204 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 QF 101 843 531 155 154 3 0 0 0
Total C N O S
6 XF 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 QG 155 1257 781 252 218 6 0 0 0
Total C N O S
7 XG 155 1257 781 252 218 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 QH 137 1108 700 214 192 2 0 0 0
Total C N O S
8 KH 137 1108 700 214 192 2 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
O W 127 1010 639 197 174 0 X
Total C N O
o Al 126 998 633 193 172 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 QJ % 801 504 157 139 1 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 XJ 96 777 487 153 136 1 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 QK 119 &5 549 168 165 3 0 0 0
Total C N O S
1 XK 16 864 537 164 160 3 0 0 0
e Molecule 12 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 QL 125 975 614 196 164 1 0 0 0
Total C N O S
12 KL 122 956 603 193 159 1 0 0 0
e Molecule 13 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 QM 120 955 591 197 165 2 0 0 0
Total C N O S
13 AM 14 914 565 189 158 2 0 0 0
e Molecule 14 is a protein called 30S ribosomal protein S14 type Z.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 QN 60 492 312 104 72 4 0 0 0
Total C N O S
14 AN 60 492 312 104 72 4 0 0 0
e Molecule 15 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 QO 88 734 459 147 126 2 0 0 0
Total C N O S
15| X0 87 729 457 146 124 2 0 0 0
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e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 QP i 705 446 140 118 1 0 0 0
Total C N O S
16 AP i 705 446 140 118 1 0 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 QQ 100 834 534 155 143 2 0 0 0
Total C N O S
17 XQ 100 834 534 155 143 2 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 QR 70 574 367 112 95 0 0 0
Total C N O
18 XR 70 574 367 112 95 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 QS 83 665 424 124 115 2 0 0 0
Total C N O S
19 XS 84 674 430 126 116 2 0 0 0
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2001 QT 9 763 470 162 129 2 0 0 0
Total C N O S
20| XTI %9 763 470 162 120 2 0 0 0

e Molecule 21 is a protein called 30S ribosomal protein Thx.




Page 12 wwPDB X-ray Structure Validation Summary Report 6NWY
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 QU 25 217 134 52 31 0 0 0
Total C N O
21 XU 25 217 134 52 31 0 0 0
o Molecule 22 is a RNA chain called E-site tRNA-Pro.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 Qv v 1647 734 295 541 77 0 0 0
Total C N O P
22 AV v 1647 734 295 541 77 0 0 0
e Molecule 23 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 QX 19 409 184 81 126 18 0 0 0
Total C N O P
23 | XX 19 409 184 81 126 18 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 RO 81 643 398 137 107 1 0 0 0
Total C N O S
24 Y0 82 648 401 138 108 1 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 R1 % 746 469 148 128 1 0 0 0
Total C N O S
25 Yl 93 729 457 145 126 1 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein [.29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 R2 69 581 358 118 104 1 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | Ve | | s e 0 | 0 |0
e Molecule 27 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 | R3 59 1:&;31 2(938 é\g 51 0 0 0
o7 | Y3 59 o o 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 | R4 15 goigl 23 , é\; 6% g 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 | R5 59 Tf;gl 2;38 é\é ;)6 g 0 0 0
20 | Y5 59 1};;1 238 é\g ;)6 g 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L33.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 | RG 53 Tg;l 2; ; ;)7 i 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
w R e e s a0 0|0
31 YT 48 Téfltg l 2(;7 11(\)14 ;)5 2 0 0 0
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e Molecule 32 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 R8 64 517 331 102 82 2 0 0 0
Total C N O S
32 Y8 64 517 331 102 82 2 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 R9 37 307 188 68 47 4 0 0 0
Total C N O S
33 Y9 37 307 188 68 47 4 0 0 0
e Molecule 34 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
34 RA 2882 62070 27627 11611 19951 2881 0 0 0
Total C N O P
34 | YA 2883 | 62001 27636 11613 19960 2882 0 0 0
e Molecule 35 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
35 | RB 120 2573 1146 476 832 119 0 0 0
Total C N O P
3 | YB 120 2573 1146 476 832 119 0 0 0
e Molecule 36 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
36 RD 272 2115 1335 420 357 3 0 0 0
Total C N O S
36 | YD 272 2115 1335 420 357 3 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L3.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 RE 205 1568 991 300 271 6 0 0 0
Total C N O S
37 YE 205 1568 991 300 271 6 0 0 0
e Molecule 38 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 R 202 1585 1011 297 275 2 0 0 0
Total C N O S
38 YE 202 1585 1011 297 275 2 0 0 0
e Molecule 39 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 RG 181 1474 942 268 260 4 0 0 0
Total C N O S
39 YG 181 1474 942 268 260 4 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 | RH 174 1336 848 251 236 1 0 0 0
Total C N O S
40| YH 174 1336 848 251 236 1 0 0 0
e Molecule 41 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4RI 146 1136 726 201 208 1 0 0 0
Total C N O S
4]l 146 1136 726 201 208 1 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 RN 138 1104 712 206 182 4 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 YN 138 1104 712 206 182 4 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 RO 122 933 588 171 170 4 0 0 0
Total C N O S
43 YO 122 933 588 171 170 4 0 0 0
e Molecule 44 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
44 RP 150 1145 712 232 198 3 0 0 0
Total C N O S
44 yp 147 1122 698 229 192 3 0 0 0
e Molecule 45 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
45 RQ 141 1122 715 212 188 7 0 0 0
Total C N O S
45 YQ 141 1122 715 212 188 7 0 0 0
e Molecule 46 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
46 RR 7 960 599 202 159 0 0 0
Total C N O
46 YR 7 960 599 202 159 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
47 RS 11 882 556 176 150 0 0 0
Total C N O
47 YS 11 882 556 176 150 0 0 0
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e Molecule 48 is a protein called 50S ribosomal protein L.19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
48 RT 137 1141 710 234 196 1 0 0 0
Total C N O S
48 o 137 1141 710 234 196 1 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
49 RU 17 964 610 202 151 1 0 0 0
Total C N O S
49 Yu 17 964 610 202 151 1 0 0 0
e Molecule 50 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o RV 101 779 501 142 135 1 0 0 0
Total C N O S
5 v 101 779 501 142 135 1 0 0 0
e Molecule 51 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
ol RW 113 900 566 177 155 2 0 0 0
Total C N O S
ol Yw 113 900 566 177 155 2 0 0 0
e Molecule 52 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
52 RX 92 725 471 131 123 0 0 0
Total C N O
52 YX 92 725 471 131 123 0 0 0

e Molecule 53 is a protein called 50S ribosomal protein [.24.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
53 RY 107 818 525 155 132 6 0 0 0
Total C N O S
53 Yy 107 818 525 155 132 6 0 0 0
e Molecule 54 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o RZ 183 1461 933 260 265 3 0 0 0
Total C N O S
o Yz 193 1529 973 270 283 3 0 0 0

e Molecule 55 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total Mg

55 | QA 87 o g 0 0

55 | QF 1 Toltal N{g 0 0

55 | QH 2 Total - Mg 0 0
9 9

55 | QL 1 Toltal N{g 0 0

55 RO 9 Total = Mg 0 0
9 9

55 R1 1 Toltal N{g 0 0

55 R3 1 Toltal N{g 0 0

55 RS 1 Toltal l\gg 0 0
Total Mg

55 | RA 429 0o 4% 0 0
Total Mg

55 | RB 11 . 0 0

55 | RD | Toltal hgg 0 0
Total Mg

55 | RE 4 P 0 0

55 | RF 9 Total = Mg 0 0
9 9

55 | RN | Toltal hgg 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | RO | Toltal N{g 0 0
5 | RP | Toltal N{g 0 0
5 | RQ | Toltal N{g 0 0
Total Mg
55 | XA 89 0 5o 0 0
55 | XE | Toltal N{g 0 0
55 Y1 1 Toltal hgg 0 0
55 Y2 1 Toltal hgg 0 0
55 Y5 1 Toltal N{g 0 0
55 | Y7 | Toltal N{g 0 0
55 Y8 1 Toltal N{g 0 0
Total Mg
55 | YA 439 5o 430 0 0
55 | YB 8 Total = Mg 0 0
s 8
55 | YD 1 Toltal N{g 0 0
55 | YE 9 Total = Mg 0 0
2 2
55 | YF 1 Toltal l\gg 0 0
55 | YQ 1 Toltal l\gg 0 0
5 | YR 9 Total = Mg 0 0
2 2
55 | YU | Toltal hgg 0 0
55 | YX 1 Toltal l\gg 0 0

e Molecule 56 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: Fe,Sy).
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SF4
S3 FE1
FE4F
Q2 F e g2
S4
ST FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
56 QD 1 3 i 4 0 0
Total Fe S
56 XD 1 3 i 4 0 0

e Molecule 57 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

57 | QN | Toltal Zln 0 0

57 R5 1 Total Zn 0 0
11

57 R6 1 Total Zn 0 0
11

57 RO 1 Total Zn 0 0
11

57 | RY | Toltal Zln 0 0

57 | XN 1 Toltal Zln 0 0

57 | Y5 | Total = Zn 0 0
11

57 | Y6 | Total = Zn 0 0
11

57 Y9 1 Total Zn 0 0
11

57 | YY 1 Toltal Zln 0 0
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3 Residue-property plots (i)

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

graphic for a chain summarises the proportions of the various outlier classes displayed in the 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.

Note EDS failed to run properly.
e Molecule 1: 16S rRNA

9%

38%

52%

Chain QA:

991D
S910

€910

191V

851D
LSTD

TSTV
445
evIV
(445

9ETD

veETV

a62Td

421D
921d

€210

1210

L11D

L

(435

L0TD

S0TD

+k

160
06D
680

(411

6.LD

%20

¥¢eo

912D

ot0CNn

002D
661D

LBTV

162D

S6TV

0820

Loy

oLey
6920

(414 4

1920

2Tso
125D

6150
8150

+

T180
0TSV
605V

$09D

208D

9LLD

99.LV
S9.LD

€9.D

L

LS.0

SG.LD

€SLY

0§D

Sv.LD

cvLD
T9.LD
0v.L0

LELY

L

v8sn
€880

188D

6180
818D

9,89

L8V
TL8Y

0480
698D

198D
9980
S98V
798V

098Y

L

6780

asesn
28€8D

v¥8€e8d
L€8D
9€8D

L08Y
9080

7080

RLDWIDE

SPDB

PROTEIN DATA BANK

W


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

wwPDB X-ray Structure Validation Summary Report 6NWY

Page 22

046D
696V

1,960
9969

2960
T960

896V

i

796D

1969
o0gen
676V
8¥60
L%6D

7¥6D

(4740

8€6Y

seev
€60

S¢6D
%260

(445

0z60

816V
v1ev
0160
606Y
806V
%060
To6Y
8689

€680

7680

688V

0807D
67010
8%01D

90TV

iaZua

T90TV
0%010

8€0TD
LEOTD

SEOTY

D8TOTV

+
L

L201D
92071H

%201D
€201
(440 %]

STOTV

0T01D
60079

900TD
SO00TY

€001
200D

0001V
6660

966V
$660

8869

9860

286N
1860

LL6Y

1)

S.L6V
V.6V

6ETTD

SETTA

TETTD

8CT1ID
L2T1D
9zTINn
ST
17435

0TT1d
6TTTD

€TT1D

60TTD

90TTD

TOTTY

F

96010

76010

€80T0
280719

080TV
6L0TD
8L0T0
LL0TD

F

SL0TD
¥L01D
€010
2LOTD
TLOTD

|

901N
901D

€501
2S0TN

92T

96710

T6TTV
06TTD

+
+

€811V
28T1H

08TTV
B6LITY

LLTTD

SLTTD
YLTTD

69TTV

6STTN

LSTTV

SGST1D
2125

TSTTY
TSTTV

EVTITD
(4455

80€TN

L6210

1621

o

6LTTY

L.21D

TL2TD
0.21D

89CTV

€921

1921V

6SCTD
85CTD
L5210
98CTV

TSCTV
0SCTY

8¥CIV

15745

8ETTV

TECTD

L8ETD
98€TD

e

F

09€TV
B6SETD

LSETY
9S€TD
SGETD

8YETN

9YETV

EYETD
TYETD
Tven
oveTY
6EETY
8EETD

9EETD
SEETD

LTETD

TTETD

8TETY

9TETD

€671V
4544

987N
¥8¥%10

8710

SLV1D

€971

T9%1D
dOv¥IV
00%%1D

qHOVHIV
aowv1d
207710
mowmau
wmmﬁu
mmmﬁu
0E¥TD

(4445

STP1D
4549

(45429

8071V
L0%1D

86ETYV
L6ETD

S6ETO
veeTv

06€TN

TPSTN

6€STD

L

SESTO
YeESTY
€ESTD

825N

92STH
SCSTD

16S rRNA

€2S9T1H
[44:191

0ZSTD

L1STD

07STN

80STD

e Molecule 1

9%

38%

52%

Chain XA

4890

0899
4899

19D
99D
Son

o
©
I:

09y
63V

Ll

TSV

670

L%

+H

F

svn

3¢l
(0]
6€D
8€D

&
=

ged
€0

cey

€D

{443
129

3

10

4908

(491

3

LST1D
9G1D

7510

CSTv
TGTV

91D

(445

vETV

€10

Y6210

219
921D

SO0TD

TOTV

A890

M89D

N8N

0890

S6TV
7610

2610
161D

W98TD
981D
19819

L

99810
49810

3
i

Y9810

181D

6LTV

991D
991D

votn
€910

19TV

6GTD

e£ven

6EED

SEED

CEED
TEED

6CEV

LTEY

Seey

e€zen

81€d

STEV

0T€D

90€D

€0V

9620

v6cn

£820

182D

€.LTV
CLTD

0LV
6920

1,920

v9zn
€92y

1

¥52d

¥Zvd

[4472]

(4544
13544
0T%d

LO%D

S0vN

€070

T0%D

66€D

96€D

26€D
T6€D

88€D

¥8€d

8L€D
LLED

S.en

99€0

29€D

09€Y
6GEN

LS€D

i4°0]
LYED

vvev

8150

%190

118D

605V
8050

208D
1080

v6vn
€67

F

¥8¥D

187D

R LDWIDE

8YvV

9v¥D
SY¥D

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 23

fioidi

S69D

889D

2830
189D

3

LLSD
915D
S.LSD

€LSY
TLSV

995D

S%S0

195D
075D
6ESY

Ll

€ESY
cesy
TS0

629D

LTSD

S¢S0
¥Zsd

125D
0Zsv

L199
9199
ST90
079D

LO9V

9080

208Y

v6LY
€6.0

€810

8LLD

9LLD

L9LY

S9.LD

Bt

SG.LD

€GLY
2S.LD

0G.D

¥9.LD

cvLD
1525

i

LELY
9€LD

926D

S2T6D

[44:5]

viev
€16V

0160

9069

1680

688Y

S889D

788D
0880
6180
818D

€.8Y

1,98

098Y
658Y
898D

£G68D
268D
798D

8¥%80
asesn
08€8D
asesn

S289D

128D
0z8n
618Y
818D

918V
ST8V

2180

L

L08Y

L00TD
90012

7001V

0001V
6660

Te6en

986Y
S860

2860
1860

6.60

9,69

2160

0460

S60TA
¥601D

€80T0

T7801D
080TV

F

%L01D
€010
2L0TD
TLOTD

990TD
S90TN

L

19010
0901D

€501
2soTn

H

¥vo1v

TY0TY
0%01n

b

L

aszcotrd

da8c01d
¥8201D
120710
920TD
S2oTn
201D
€201D
(44Ut
120D

61070
mﬂmao
STOTV
P101V

T10TD

LLTTD
9LTTV
SLT1D
YLT1D
€LTTD
CLTTD
TLITD

S9TTD

SSTTD
YSTTD

CSTTV
TSTTV

67110

iaaa
SY110

EVTTD
(422 %]
TP110
0%T1D
6ETTD
8ETTH
LETTD

SETTN

62110
8CT1ID
L2T1D

ST
174395
€CTTIY
[44 351}

0zT1d
61110

LITTD

STTTD
PIT10
€TTID

TOTTV

L5z
95TV
SS2TD

csery
TSCTV
0SeTV
izan)

Pizan)
[474%)
15745

LETTD
9€TTV

ceTIn
T€TTD
0€TTD

laan)
SCCTV

€221
(444
1221

61210
8121D

71210
€1CTV
(43490
TIZT0

9021
S02TN

€02TD

TOZTV
0021D

LBT1D
96110

T6TTY
06TTD

€8TTV

B6LTTYV
8LTTD

8CTETD

GTETD
YTeTV

0CZETD

LIETD

SIETN
YIETD

CTIETD

60ETD

b
+

SOETD
Y0ETD

66CTYV

L6210

L
H

$621D
v621D
£€62TD

16210
0621

F

98CTV

.

[4:1a)
821N
08ZTV

v.21D
€.L21D
(ka5
TL2TD

69TV

9921

1921V

€0%1D

L6ETD

S6ETD

L8ETD
98€TD
S8ETH
¥8E€TD

i
L

181N

6LETD
8LETD

TLETD

L

LOETD
99€TD

79eTN

6SETD

LSETV
9S€TD
SSETD
7SETD

CSETD

8¥ETN

9YETY
SYETN

EYETD
TYETD

0%ETY

8EETD

SEETD

EEETY

61STV

STST0

C1STNn
TISTD
0TSTN

80STD
LOSTY
90STN
S0STD
%0519

00STY
6671V

LBYTD
¥6v1D
E6VTV
14357444
L8%TD
8%
6971
8971V

(4545

LOvvIV

47441

209719
|
6ev10
|
£evTy
|
8TyTv
Leyin

STPID
vivin
ETVIV

0T%1D
60%10

cvsTn
T%ST0

8ESTD

L

308 ribosomal protein S2

YESTV
mmm«o
0€STD
6231
wmmﬁb
S2STH
¥Zs10
€TSTD
2esTn

0ZS1D

8%

26%

66%

e Molecule 2
Chain QB

SETD
veTT

CETA

0ETY

v1TY
E€TTH

1114

60TS

ELL

9€Y

ey

ocd

()]
€€TS
c¢eed
Teed

(4448

ozea
6TCA

L12d
[414)]

602Y
8021

c¢ocd
7021

R LDWIDE

66TA
86TQ

9611
S6Ta

€61a
2618
T6TQ

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 24

e Molecule 2: 30S ribosomal protein S2

8%

24%

68%

Chain XB:

T€R

e Molecule 3: 30S ribosomal protein S3

14%

20%

65%

Chain QC:

1111

80TN

€0TA

T0T1

161

884
181

9LA
SLA

€.d

L9L
99A

694

LSI
96d

281

oSV

LYT

vva
V1

9ed

Ve

{441

6CA

44

{44

8TM

211
3%

81

SH

102k
0ozy

198

LLTL

cLTY

0STY

wis
€v1a

(4%

veTL

€T

gty

iZ49"

0zTA

STT1

CTis

e Molecule 3: 30S ribosomal protein S3

14%

15%

71%

Chain XC:

18TV

781X

9LTH

7914

z91h
1914

LSTI
€GTA
ovTYd
61TY
T0T1
164
16T
99A
S9V
7oA

694
894

LY1

€¥1

ovd

9ea
sed

(4591

(44
14

61d
8TM
L1a

STL

IIII.. IIIIII¢
o o —
H O -

86TA

e Molecule 4: 30S ribosomal protein S4

96171

22%

76%

Chain QD:

[449%S
TCTA

611D
81Td

STTH

601D
80TT

€0TN

00Ty

o
o)
=

S8

6.4

€4
[k

994
S94

€93

TO%

694

LS4

EEW

€0

Ll

STd

€74

T
oty

-

€4
[43)

LOTA
9024

j4an

T6Td

PLTT

69T

1,91

SOTH

09Th

Ll

e Molecule 4: 30S ribosomal protein S4

LETS

vera

9¢TI

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 25

27%

70%

Chain XD:

L0Td

SOTA

TOT1

eLd

0€X

920
Sy

121
0ZA
611

1

€TYd

111
0Td

[43)

6024
L0TX
9024
{ofact
20T

86TA

8811
1814

v8TH
€8TD

8LTA

S.LTS
YLTT

0LTA

SOTH

2911
TOIN

98Td

8ETA

SETT

TETH

9211

9110
STTY

e Molecule 5: 30S ribosomal protein S5

7%

18%

75%

Chain QE:

TST1
0STH

Ly1a

€7TH
[474%)

ovTyd
6€TT

T€TI

9CTH
S¢1s

0ZTL

L11a
9TTL

60TI

L0TH

oty

00TA

861

188

84

6.3

9.1

SLL

€71

zen
T€T

AL

TTI
OTW

e Molecule 5: 30S ribosomal protein S5

—
7%

21%

72%

Chain XE:

9LT
SLL
LD

814

AL

(4%

e Molecule 6: 30S ribosomal protein S6

16%

84%

Chain QF:

N
o
FQ‘I

1,64
184
181
8.3
SOA

8GD
PAsii]

PALS
(47
SEV
8cH

445
5101

8Td

711

e Molecule 6: 30S ribosomal protein S6

18%

82%

Chain XF:

e Molecule 7: 30S ribosomal protein S7

18%

81%

Chain QG:

L

TSTA

(4745

8ETA

9€TH

€ETD

CCTH

61TY
8TTA

91TV

2%
€1TH

O

R LDWIDE
PROTEIN DATA BANK

TTTH

60TN
00TV

960
S64

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 26

e Molecule 7: 30S ribosomal protein S7

20%

79%

Chain XG:

€VTY

ov1a
6€TH

CCTH

61TH
8TTA

91TV
ST1Y

C1id
T11d

SOTA
7011

[4o)x:

661

960
S64

268
L8A
28D
6.4
SLA
T.d
TOA
8Gd
LD
LEN
0€I

623
8CN

e Molecule 8: 30S ribosomal protein S8

94

8TA

20%

80%

Chain QH:

8ETM

€ETT

6CTA

STTY

Te1a
0cTL

(4358

801D

70Td

Ted

68d

€8I
C8H

6LA

894

7ox

6ST

SEI

(48

0€Yd

9CA

ey

814

(4

e Molecule 8: 30S ribosomal protein S8

0711

|
o
IIIIEd °

22%

78%

Chain XH:

9€Td
SETD

SCTY

121a

8TTA

9TTH

00TI

6TA

L1L

SIN
AL

(45!
TIL
071

e Molecule 9: 30S ribosomal protein S9

23%

75%

Chain QI:

e Molecule 9: 30S ribosomal protein S9

20%

77%

Chain XI:

SCTA
iz40]

0zTyd
61TV

1114
S0TQ

€0TL

e Molecule 10: 308 ribosomal protein S10

—
6%

31%

63%

Chain QJ:

00TL

TL1

69N

L9L

S9T

e Molecule 10: 308 ribosomal protein S10

9%

16%

75%

Chain XJ:

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 27

663

€60

80

8L

8LN

TLT

094

SS%

€G6d

0SI

8¥.L

071

e Molecule 11: 30S ribosomal protein S11

8€1

9Ty

9T

€TH

0Td

—
8%

9%

83%

Chain QK:

458

80TI

1018

S84

Z8A

09V

LSL

Tyl

Se€d

82l
12N

LD

e Molecule 11: 308 ribosomal protein S11

10%

12%

78%

Chain XK:

L1D

e Molecule 12: 30S ribosomal protein S12

——
« 5%

21%

w—
72%

Chain QL:

L1748
911s

€TTY

601D
80TY

20Ty

B6EA

[Te N~ — — o el
A [l = /~mox = B

e Molecule 12: 308 ribosomal protein S12

8%

17%

73%

Chain XL:

e Molecule 13: 308 ribosomal protein S13

—
5%

27%

68%

Chain QM:

TTTd
0TTd

8074

T0TD

86A

9671
$6D

164

18K

¥8I

18T

LLN

T4

194
991

ToM

194

pAct:|

SS9y

Lva

iz

LEL

e

0EV
624

929

€CA

91

71y

CIN
T7d

T2TH

81TV

e Molecule 13: 30S ribosomal protein S13

10%

24%

66%

Chain XM:

80TH

901N

91d

4%
249!

O

R LDWIDE
PROTEIN DATA BANK

W



Page 28 wwPDB X-ray Structure Validation Summary Report

6NWY

e Molecule 14: 308 ribosomal protein S14 type Z

Chain QN: 70% 25% T

e Molecule 14: 30S ribosomal protein S14 type Z

Chain XN: 62% 31% 5% -

w61

) — - NN 3] SR < < 0 10 1 0
53 ~ ~ -] " OmHD ~ - oD oo

e Molecule 15: 308 ribosomal protein S15

Chain QO: 89% 0% -

T22
E26
Q28

) [} © < I
N ® e} Q K~
= =] = = ~

187

e Molecule 15: 30S ribosomal protein S15

Chain XO: 83% 15%

™
=
o

e Molecule 16: 30S ribosomal protein S16

K10

© 0 D 3] © < w0 oo} N -
N 2] ® re} s} Q ©Q () N %)
= = = S = ~ o ~ ~ —

R88

1 : 74% 22% 5%
Chain QP 5%
ra ﬁ-2-EIE-E-5-5-§-§-§-§-§I§-§-§-§-E-§.

e Molecule 16: 30S ribosomal protein S16

Chain XP: 76% 19% 5%

e Molecule 17: 30S ribosomal protein S17

Chain QQ: 83% 12% 5%



Page 29 wwPDB X-ray Structure Validation Summary Report

6NWY

R70
R72
V73
R75
D83
Y95

PN N ENo Moy o o
o ® = 0 © 9 ©
2% > ==} = 0 w

e Molecule 17: 30S ribosomal protein S17

Chain XQ: 76% 19% 5%
Ia """'I"I"I-

e Molecule 18: 30S ribosomal protein S18

Chain QR: 70% 9% 20%

e Molecule 18: 30S ribosomal protein S18

Chain XR: 67% 13% 20%

e Molecule 19: 30S ribosomal protein S19

Chain QS: 73% 15% - 11%

e Molecule 19: 30S ribosomal protein S19

Chain XS: 68% 23%

sS4
L5
I
K7
i
Vi1
D12
i
V19
|
L22
|
L30
|
R36
R37
|
140
|
T48
|
N53
|
T63
| E64
N65
M66
|
L71
G72
|
P76
T77
R78

e Molecule 20: 30S ribosomal protein S20

Chain QT: 70% 22%

o= N m o
QWO QD B
mEn e A

L10
i
K14
|
R17
i
K34
i
K54
185
M56
R57
K58
i
561
i
166
67
|
570
71
L72
NT5
76
i
1100
@101

e Molecule 20: 30S ribosomal protein S20

Chain XT: 69% 21%

——
10%

—
« 1%



Page 30 wwPDB X-ray Structure Validation Summary Report

6NWY

o @
oS E s eTRTRTRTITETe 8 58
Jn =2E:Ec =2 2 8 & 2 a3 e

e Molecule 21: 30S ribosomal protein Thx

71
A76
LaTT
AT8
|
R86
K87
Lves
R89
Q90
|
1100

Chain QU: 59% 33% 7%

e Molecule 21: 308 ribosomal protein Thx

Chain XU: 74% 19% 7%

I oo stw
[ - Rt e N
T 2 m HE®

e Molecule 22: E-site tRNA-Pro

Chain QV: 52% 36% 10% -

c17
U18
A21B
c23

<
N
©

C30

[ | - ® o
® © - - N
o =1 o o (&

e Molecule 22: E-site tRNA-Pro

o) oM NN © Ol © N~ © O 0 o N~ Il o o
2] 2] < & & [T QT T T Yo} © © © ~ N~ ~
k<4 < < =R POU < ==} o < <

Chain XV: 51% 40% 8%

C11

<
—
<

G15
C39

< M@
N~ o o - - o e 0
= o [ SoHQNN @ ™ I3}
oo o (o=} T D < o o <

e Molecule 23: mRNA

SN oENo N~ 0o Mw © —S N © Mo MmN o
& & & &S [T Y] © © © © [ ~
< < O (L= =) o = < o< <

Chain QX: 32% 42% 16% 11%

[ | o oo <
o < 0 O o
(SIS <SSOV < < <

e Molecule 23: mRNA

Chain XX: 42% 47% 11%

o o™ ©
o © N~ 0 — — —
(SIS s U< o < < (&)

e Molecule 24: 508 ribosomal protein L27

Chain RO: 85% 11% 5%



Page 31 wwPDB X-ray Structure Validation Summary Report

6NWY

R14

0 ) ©
N < ©
= | 2] =3

R72
R74

N w -
pat N~ ©
= FERE=

e Molecule 24: 50S ribosomal protein L27

Chain YO: 80%
o & 3-28-3-3-2-5’,-%’3-3-%-ﬁ-£
EEZOox M@ > > o € > m 4 @& 4

e Molecule 25: 508 ribosomal protein 128

Chain R1: 80%

N ool Rl - N s © ©0 © N~ ~ © 0 j23 I} o o0
wn 12} £ w o ~ " (205 = £ o = 5 =

e Molecule 25: 508 ribosomal protein 128

Chain Y1: 83%

Mo o oo o < B 0 ~
N < N 0 n 2} [} o] s
wn @ ox > o o < 5} = A

e Molecule 26: 50S ribosomal protein .29

K39
190

Chain R2: 82%

o I o I o
< — [} Sy
©n = - 0w

e Molecule 26: 508 ribosomal protein .29

Q46
H48
K49
150
Xe7

Chain Y2: 82%

sS4
E5
|
L16
|
K28
]
R36
|
N47
|
A58
|
T62
|
K67

e Molecule 27: 50S ribosomal protein L30

Chain R3: 85%

e Molecule 27: 508 ribosomal protein L30

Chain Y3: 77%

16% .
17% e
12% 5%
14% .
2% 6%
13% .
22% .



Page 32 wwPDB X-ray Structure Validation Summary Report

6NWY

K49
A51
V54
E57

oo o o I~ o N m
m-ao-ﬂ-m g-m-m-w-q'-
X A Aa 4ax Aa a9 B H

e Molecule 28: 50S ribosomal protein L31

Chain R4: 52% 11% 37%
e Molecule 28: 508 ribosomal protein L31
Chain Y4: 39% 21% - 35%

P11
I31
P41

-~ o © I~ o N N [ [l o
= () T A ol > - n om

e Molecule 29: 508 ribosomal protein 1.32

Chain Rb5: 68%

Mo o oo [ — © o+l © ~
(2B - - 3 [32] < $ 54 0 9 10
oo wn ~ o 2% < [ |2 O o > @ >

e Molecule 29: 50S ribosomal protein L32

Chain Y5: 67%

| — W © ~ o ~ o o N
o 0 o — o 3 o < 0 o 0
£ x 12l [ --=] =) £ m o =

e Molecule 30: 50S ribosomal protein 133

V31
K40
Y52

Chain R6: 72%

< © o N ~
~ = = ~ = [l = [ M X

e Molecule 30: 50S ribosomal protein L33

Chain Y6: 65%

oY v ~ o
o <0 © Mo < 0
0 mE = M A =

e Molecule 31: 508 ribosomal protein L34

C16

) o
- [l
- B

H46
R50

Chain RT: 67%

25% 5% -
27% e

22% v
26% 6% o

29% -



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 33

- s a-slg-g-g 3
~m B (G- £ ~ ~ o
e Molecule 31: 50S ribosomal protein L34

©
-
1

3]
-
o

|
~ 0 o
*&Iz

12%

86%

Chain Y7:

e Molecule 32: 508 ribosomal protein L35

6%

23%

69%

Chain RS:

hy
©
.>‘I

e Molecule 32: 50S ribosomal protein L35

693

26%

72%

Chain Y8:

1

e Molecule 33: 50S ribosomal protein L36

19T
0971
69)

—
5%

24%

70%

Chain R9:

SeYd
e

e Molecule 33: 508 ribosomal protein 136

8z
120

SCA

—
5%

27%

68%

Chain Y9:

[ [=]
©0 N~ e
n > -

*

<
52}
o

— N [ «®
= = M= ==

e Molecule 34: 23S rRNA

9%

36%

53%

Chain RA:

88D

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 34

arlen

+

MoLzd
1£0L2D

10.2D
S0.29D

00220

00429
NOLzZn
woLzn
10420

40,29

voLey
6920

992D

1
L

652D

Lsey

[4:(43)

3
L

4]
LvTd

3744
0¥%ZH

v€TO
€ETY
TETH
TETO

£y

¥9€0

agoed

coen

6SEV
85en

2SED

osen

oveEV

€%€d
{47430

L
L

ovey
6een

9€€D
cEEY

TEEV
0EEY

veey
€CED

1140

TTEV

60€D

70ed
€0en

00€Y

L

mﬂuo
062D
682V
mﬂmo
8.Lav
LLT0
9.LTv
mmmo
mmmwo
cLTd
arLed

LSPY

icidl

€8%D

87vn

44

(444
win

SEVD

9z¥d

ecvy

(47

STYY
452

(4544
T1%D

6070

So%n
70v0

TO%V

€999

0950
655D
899D
1580
965D

€950

LYY
9790

%30

0%9D
6€£39D

Fesn

TESD
0€SD
625V

1,280
92SV
S¢sn

cesed
129D

L1380

STSV
a1

1180

805D

TOoSY

567D

L

L8%0

78%0
€8YY

18%D

0%90

8€9D

SE90

EEIV

F

TEV
0€9D

529D
%290

[44:0]

V819D
L7199
919V

vron
€790

090

S090
709D
€09V

869D
1680

06SY

895N

99sn

689V

1890

S89Y
0899
6190
SLoV

v.L9D

TL9D
0L9V

899D

£l
+

7990

299D

099D

N¥3590

Y739V

TS990
189D
0590

S%90

(440}
T%90

1610

S6.LD

€6.LY
26.LD

06.LD

8.0

981D

€8LY
8Ly

081D

89.D

99.0
S9.LD

29.L0

89.LD

S0

L

6%.L0

0€LD
62LD

9TLD

vzLn

ceLy
2L

LTLD

STLD

L0.LD

20LD

069D

9989

258D
1680

678V
8¥8D
L7800
S%8D

6€80

L€8D

Se8y

0€8D

Lz80
928N

L
3

0Z8vY

L1780

S7180

[4%:1
T80

608D

4080
908D
$S089D

008V

€96n

656V

956D

0569
6760
8¥6D
L¥6D

Sv6V

£v6n

Tv6v

6£6D

£e6v
ze6D

9zey

S2T6D

zeen

L16Y

7160

(45

0T6YV
060
7060
968Y

S680
7680

268D

6%01D
8¥0TV

9¥0TV

7¥01D

(44U
%010

SEOTN

€01

6201V

£2070

1201V
020tV
61070
ST0TD
€T0TD
TT0TD

800TD

066V

186D
9860
$860

2860

6.6D
816D

SCTTD
(435

LITTD

850TD

7501V
€50TD

TS01D
0S0TV

(4542

9021
S021TNn

€0CTD
20TTd

S6TTD

+

¥811D
€8T1D
[4:1914

9.T1D
S.T10
VLTIV
€LTTD

0LTTD

S9TTN

8ST1D
LSTTD
9STTV
SSTTV

€STTID

0STTD
6%T1D
8YTTV
LYTID

4425

4494 4
L4499

0%11D
6ETTD
8ETTD

9ETTD

1

TETTO

6CTTV

12TV

TOETV
00€TN

86CTD
L6TTD

S6CTD
v621INn

8821N

F

wwmﬁ<
whmﬁ<
€210
LTy
TLCTD
04210

9210

7921
€92T0

85CTD

§52TN
veeTy
€921V
282
TSCTO

[Sizad
8¥C1D
LvTTIV

etV

+

SETTD
vecIn
€ETTD

T€CTD
0€CTd

préqa )

S2TTID
i4449)

(444 §
L1210
9121D

96€TN
S6ETY
CTEETY

88ETD

F

V8ETY

8LETY

ELETY

89€TD
LOETY

79€TD
€9€TD

8GETD

+

6VETY

SYETD

wemn

E€EETD

L

6CZETN
GCETD
LIETY

9TETN
STETD

0TETD
60€TD
80€TY

90€TD

Y0ETD

S0P
4%

TO%1D
00%TD

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 35

T6STD

L8STV

8.STN

91810

0LSTV

L9SGTV

9981V

6S9STD

L
3
1

6%STD

9%STD

ZHST1D

0%91D
6ESTD

9ESTV

6CSTV
8TSTV

S2STD

B6TSTD
8TSTD

91810

€191D
(a1
TIGTV
OTSTV

80STV
LOSTV

S0STD
%0ST1D

§L91D
791D

TLITD

0L91D
6991V

L9919

Y991V

29910
T991D
09910

L8910

[4<i-ha 4
TS91D

8%91D
L¥91D
9%91D

991D

8€9T1D
LEITY
9€9TD

TEITV

(4425

8T9TV
L1910

F

0T9TY
6091V

L091D

€09TV
2091
T091D
00910

96STV
G6STD

98LTV

€8LTV
T8LID

08LTY

|

9LL1D

YLL1D

L

89.10

79.L1D

€9.7D

B6SLTYV

9SLTD

TvL10

€ELTD
TELTY
TELTD

6TLIV
8CTLID

STLTID
9T.10
80LTD
20LTD

8691V

T69TD
069TV
6891V
88911
18919
wwmﬁo
891D

9L9TV

608TY

908TD

70810

2081V
T08THD
0081D

86.T0

96,10

06LTD
68LTY

6961V

3
3

L9610
9961V
S96TD
79610
€96T0
29610

+
ik

0961V

956TN
S56TN

€961V

086T1D

LY61D

-

8E6TY
LEBTY
9E6TY

vE6TD

TE6TN

LT6TYV

0Z61D
6161V

9161V
ST6T0
71610

906TD
S06TD

668TD
868TN

96819

168D

888TD

£88TD

78810

81810
TL8TY

04810

6502V

S5020

|

€502

8%02D

8€02H
L€02D

£e0CY

TE0TY

6202

1,202

€202

12020
0zogy
mﬁmgw
v1ozy
m._“N<

0102

8002D

66610

L66TD
96610
S66TN
76610

06670

88610

861D
€861D

1861V

8L6TV

CTLBTY

0L6TY

T€TCD

LT1TH

€2TTH

0212ZH
6112V

viiey
€110

11120

80720

9072ZH
S0T2O

€0720
[40) 541}

86020

S602D

€602
26020

98020
§8020

2802y
18020
08029

LL0TY

€.02D

1,02V

$9020
%9020
€9020
2902y

80zzn

86TCY

€612D

0612ZD

L8129

98120
812D
€812D

3

8.120

9,72V

%.120

cLien

0LTCY

8912D
L9120
99129

6STCH
8GTCY
LSTTH
9G12ZH

¥S120
€GTZH
CST1TH
TS12D
05720

912D

vv1en

€¥120
[44549]

+

verev

ceTen

S0ETY

L

L6220
9622N

%6220

16220

882CY

98TTY

€82T0

082ZH

8.LTTy

S.220

| X443

99zey

8922D

¥sced
£€82TH

6¥cen

VAZ44)
9%2TH

evcen

8€TTH

6222D

92T
Seeey

+

£0%20
20%2d

LBETD

T6€CD

88ETY

S8ETD

£8€TH

8LETY
LLETY

SLETH
v.Le2D
€LETD
NNMWu
S9€TH
wwﬂuo

T9€2D

L
4

LY€TD
oveTy
SveTH
vveen

L
i

15243

9EETY
SEETY

L

62€2D
8TeTy

STETD

ceeey

v1eed
€T€TO

96720
wmmwu
06%2H
68%2H
wwmmc
€8%2D
28%2H

08%20

whmm<
SL¥2D
¥.L%2D
€L%2n

T.L¥2D

+H

69%CV
89%2H

99%20

€972

09%zn

98%2D

052y

[a7e]
15474
0%¥%20

SEVCY
25741

¥eved
€cven
[4444

61%2n

TI¥CV
0T¥%2d

28STH
1852D

8152

952D

%.92D

04829
695929
89920
L9592H

v55en
€552

T8S20

L3

6€£392D

TeSCY

625TH

0Zs2d

L1520

v1592n

21820
TI82n

80892H
L0S2D

50529

20S2ZH
10520

86%2D

7692
€692V

16920
06920

892N
98929

¥892n

08920

€L92)

99920
S992V

299¢V

§592H
vs9ey

6€.L20

€ELTY
CeLTD

6C.LTD

L2LTH

¥TLed
€TLTD
2TLTH

0g.Lzn

[:149%4 |

0TL2D
602D

L0.2D

€0.2D

L692D
9692n

258¢H

0882V
6%3820

L%82n
9%82D
S¥8TH
¥¥82d

¥€82D
€€8CD

0€82H

+

228TH
14314 §

818CH

R LDWIDE

O

PROTEIN DATA BANK

W



6NWY

wwPDB X-ray Structure Validation Summary Report

S682N
682D

T682H

$882D

288CY

e Molecule 34

08820

v.820

Page 36

23S rRNA

10%

35%

53%

Chain YA

€670

T61V

(445}

TOTD

0Lz

YoLey

992D

L

LSTV

SGeY

L

€92D

Sezn

ey
TeTd
T€CO
ogzn

82TV

92TH

F

(444 4

612D
812V
112D
244 4
S12D

802D

€%€d
[47%°0]

9€ED

€EED
CEEY

0EEY

L

veey

ozey

61€D

L1€D

L.LT0

v.L2D
DELTD

arLed
arlen

vi.izn
202D

M0LZD
A0LZD
n0.LzH
L042D
S0LTH
¥0.2D

sifn

NoLzn
wolzn
10420

L

8EVD

L

+

8ChV
Lgvn
9Z¥o

eevy
ey
Tzvn

_

L

78€D
08en

LLED

VLEV

TLEY

SESO

625V

818D
119D

foasci 4
{450

018D
6050
805D

S0SY
70sSn

1

98%0
S§8%0
¥8%D

7ovn
€970

S19D
vron
€79N

V609V
809V

909N
S090
709D
209D

869D
1680

063V
683D

1850
985V

7850
0890
6.5D

L19D

SS9V
.90
€L9D

L9SV
€959
0950
955D
vSsn
€5Sn

6%9D
873V

973D

¥¥S0

[421]
%S0

6€5D

$990

2999
7990

Nv¥S90

6€9N
8€9D

EE9V

0€9D

gzon
ST9D

[44°5)]

V819D

GSL0

0S.LY
6%.0

L

YELY

2eLD
1€L0

8CLD

9TLD

cTLY
T2LD

6T.L0

LTLD

STLD
vIL0
€T.LD

v0LD
€040

TOLD

8690

€690

069D
689V
889N

S89Y

€890

619D
819D

SLOV

TL90

0L9V
699D

8€80
LE8D
9€8D

€80
T€8D

0€8D
628Y

Lz8n

€28
zeen
T28Y

618Y

7180

2180
T80

1080
9080

vo8vy
008Y
L6LD
96.LD
SG6.0
€6.LY
06.0
8.0

98L0
G8.LD

081D

9LLD
SLLD

0L.LD

89.D

c9Ln

85.L0

i

czen

616D

L16Y
916D

2160

0oT6YV

060
906D
5060
706D

T06V

668V

968V

%680

068V

1

988D

8.8V

€189

L

78V

7660
£66D

066V

186D
9860

786V

186V

9160
G169

LY

1,60

196D

|

8560

956D
G560

€396V

L%6D
9%6D

v¥6D

176V

€E6Y

ogen

F

8801V
L80TD
980TV

%801V

Nwmﬁb
8.0TN
LLOTY
9.01D

.01
€LOTY

TLOTD

F

L90TY

mwmﬁb
290TD
179010
090TN

8S0TD
LS0TY

080TV

90TV

LEOTD

€€0TN

T€0TD
0E0TH

8201V
L20TY

€201

T20TY

ST0TD

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 37

7811

H

6LT1D

LLTTY

99TTD
S9TTN

8GT1D
LSTTD

¥ST1D
€STTD

TSTID

LYT1D

SY110

4494 4
VZyrin

0%T1D
6ETTD

9ETTH

TETTD

cLTTY

04210

49210
99219
S9CTV
%921

LSTTD

S§S2TN
YSCTv

0821D

Eizaal

i4449)

8€TTD

€ETTD

82TTH
L2TTV

445

0zTTIV

L1210
9121
G121

[414%)
11270

L

90219

€02T1D

96TTD
S6TTD

|

SOETV
79ETD

CT9ETD

ESETY
¢SeETN

6YETY

EYETD

e
0veTN

8EETD

€EETD
CEETD

i
L

62ETN
8CZETD

9zETN
SCETD

8IETD

YIETD

L

60ETD

LOETY
90€TD

TOETV
00€TN

86CTD
L6210
9621D
S6210

€621D

06210

98CTV

SLTTV

€210

L9%1D
€9¥1D
[4°34%)
T9%1D
SSP1D

a6vv1d
VevrvIv

SYY1ID
avvyiv

LEFTD

SEVTD

CEVID

0EVTID

8TV1D

11425
(47490

91%1D

125459
(545

80%1D

90%10

€0VTD

[40j4%)

B66ETD
86ETD

S6ETY
Y6ETN

TEETY

H

¥8ETV
€8ETD

b

8LETY

SLETD

L

09S1D
6SSTD

L

PSSTV

+

YSvSIv

L

g

8€SGTH

92S1H

0ZsTN
61STD

91STN

ZTST1D
TIGTY
0TSGTV
60STD
80897V
LOSTV

L

00STD
66710
86%1D
L6v10
€671D
0671V

S8%1D

€8¥%1D
[4:57491

6L71D
8L¥1D
LLYTY

¥.Lv1D
€LYVTD

TLVTV

89710

04910
6991V
8991V
L9919

S99TV
Y991V

F

LS91D
9591D

Y391V

1991

8%91D
L¥91D
9%91D

991D

+

LEITY

L

2291

0291H

8T9TV
L1910
9191V

€T91D
C1910
11910
0191V

8091V
L091D

00910

S6STD

98391V
98STD

S.ST0

69STV

LOSTV

9LLTD

=
1

ELLTIV

69L1D

L9L1D
99,10

Y9.L1D

8G.L1D

9G8L1D

Y8410

|

0S.TD

€VLTD

TvL10
€ELTD
CTELTY
TELTD

6TLIV
8CL1D

STLTD
60LT0
TOLTV
00LTV

6691D
8691V

6891V

98910

78910
€891D
891D

6910

SL910
7,910

TLITD
TL9T0

04810
69810

6581V

|

vS8TV
€58TV

Ly81V

¥¥810

6€81D

€E8TN

F

6281V

L

7281

0z81n

|

91819
SI8TV

€181D
181V

6081V

908TD
S08T0
70810
€081V

T081D

€6.LTD
T6LTD

68LTV
88110
L8LTYV
98LTYV

€8LTV
T8LID

08LTYV

L9610
9961V
S961D
79610
€96T0

85610
LS6TD
956TN
S56TN
€961V
0861D
L¥61D

6€6TN
8E6TV

9€6TY
GE6TD

6261

i

6161V
86TV

ST610
Y1610
€161V

9061
S06TD

TO6TV
668TD
76810
€68TD

26810
16819

8881

881D

7881V
€881

78810

81810
TL8TY

i

8%02D
L¥02n

7¥02D

9202d
S202D

€202
gecoen

6102V
ST0CV
2102

Trozn
0102D

80020

S002Y

96610
S66T0

€66T0

T66TN
06610
6861D

086TD
6.L6TD

TLETY
TLETV
0L6TY

66TCY

Le1en
96120

€6T2D

T612D

L

18129
98129

L

2812D

9L1CV

€LTTY

L

6972V
89129

99129
S972D

€9720

651D

LST12D

SST2D
512D
€972
2¢S§Ted
TS12D

6%12D

S%120

154544
0%12D

LETTD
9ETTD
SETTY

€ETTD

62120
82120

V6220

262T0
T62C0

88TTY

28TTH

L9zey
99zTyY

I

09220

%5220
€922

8LETY

SLETD
v.Le2D

TLETD

89€CD

6G€TO
8GETH

9S€CD

¥9€TH
€£39€CD

TSETH

67€TH

LY€TO
oveTy
SYETH

€¥€TO
{47414

0%€TH

seeey
veeed

0€€TD
62€TD
8CETY
Leeey
92ETO
S2ETH

12€TH

6TETH
8TE€TH
LT€TO

STETD
¥1€20

zcreen
TrECY

80€TH

90€TD
€0€TH

6622D

S9%20

T9%2D
09¥%2n

9G%20

174

8¢¥%TH

eeyen
(44741

0Z¥ed

912D
ST¥TH

1257414
0T¥%2H

F

S0%2H
702D

66€TD

S6€2TD

18€TN

S8€TO
¥8ecH
€8€TH
28ETH

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 38

F

c¢9sen

i

L¥sen

)

1
+

£%32D

0%92d
6€S2D

+

vcsed

T2s20
[4<149)

8152V

91929

2182D

8082
1052
9052n

v0sen
€0SCY

L
i

v6%2D

06%2D

€8%2D

08%2d

9.7V

v.Ly2d
€.v2n

TL%2D

69vCY

99%2d

€L92D

99920
S992Y

0992V

85929

992D

6292V

1,292
9292d

L1920

Y192V

2192D

60920

9092D

2092y

1652

685CY

8852

§852N

L

852D
0892n
6,920

9182
§.82D
25143

6952

L9529

L

TLLTD

S9.LevV

voLey

T9.2D

¢S§.Led

TSL2D
08.2v

[2k4 ]

8€.LTY
LELTD

veLey
€eLTY
CTELTD

0€.L2D
62.L2D

+

€2LTD

8T.LZD

4%x4)
€T.LTY

60L2D

L0L2D

%0.L2D

86920

692D
16920

8892Nn

G892D

.82

04820

mmmmo
8¥%82D
%820

S%82D
ww“wu
SE8CY
v€8CH
€€8CD
cesen

12820

G282D

€282V

0z8ey

81829

§182D

07182V

L0829

€082D

)

L6l2n
S§6.2D
76,20

26.L2D
16,20
062V

882D

L

¥8.20

08.2D

8LLeY
LLLTD

$682N
76829
€682

68820

98820

e Molecule 35

€882V
88TV

6.82D

v.820

55 rRNA

37%

57%

Chain RB:

3

B~ oo N N~ 0
© O ONINNN NN~ S
TO O@=buvvb<

N 0 o
0 © ©
< < o o

98D
SSN

€SV

8vV

SvY
%0

1571

[
o
<

62Y

Led
4 4

—« N ©
oo —
VDO <b f4

~
(&

(495
TT10

601D

voTV

001D

96D

78D

08n
6.0

: 5S rRNA

e Molecule 35

7%

1

36%

53%

Chain YB

TLO
()

L9D

19D

09D

LSV
95D

e9v
[4°1)
19D

670

©
I<’1
<

[T}
<
<

]
54
o

15711

g
S

)
0
o

©
0
o

B~ —
[ «® 2]
o (S =]

re)
5]
<

i

—
N
(&

61D

91H

7in
ey

]
-
o

N~ ©

[T}
O

=
=}

[49%]
1110

601D

508 ribosomal protein L2

L0T0

voTV
€010

SLD

e Molecule 36

21%

76%

Chain RD

(4498

7ETY

CETd

6CTN
821D

9ZTh

8TTA

SOTI

€01y
20T

96H
S6T

98d

4578

9.d

694

€94

191

SEN

cLey

6924

1

€924
(42148

952H

£52h

8¥%¢s
Ly

5743

Tved

ceey
144N

0TZH

802x

€6TA

06TX

181D

2811
818

SLTT

LSTY

0STX

8¥Ta
LyTT

508 ribosomal protein L2

e Molecule 36

18%

80%

Chain YD

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 39

2811

SLT1

CTLIX

EVIH
(47498

9€TI

€ETT

80Td

90TI

70TA
€07y

1074
007D

6924

99CS

50S ribosomal protein L3

9T
€924

SGTH
¥SeL

6¥cd

T%ed

TECH

seey

ceed

13248

S0zZA

¥61D

¥81x
€8TYH

e Molecule 37

25%

72%

Chain RE:

157438

8€Td
LETH

SETH
YETI

Ll

0zTM
61Td

ETTd

TrTY
011D
601X

L0TL

SOTL

0073

508 ribosomal protein L3

YEA

ced

921

*

Tl

€021

T0CL

66TY

T61d

88TA
18TV

S8TH

2811
1811

ELTA

TL1d

191D
09TA

ST

0STA
6714

e Molecule 37

L¥1d

iaaxt

—
75%

24%

Chain YE

7914
7SI
TSTA
LY1d
SPIX
iaaxs
EVIN

€ETH
CETH

6CTH

Sb

08D
671

SYL
14728

Led
7Tl
2Tl

(28
T

[4vas
TozL
002a
68Td
88TA
18TV

S8TY
¥8TA

87T

9.TI

TL1d
0LTT

89TH

508 ribosomal protein 1.4

e Molecule 38

20%

75%

Chain RF

[4shxcs

8¥11
LY1D

458

6214

0ozTa

L174

STIV

LOTH

SOTA

02D

86TV
1670

1614

508 ribosomal protein 1.4

68TL
88TY

S81Q
198

e Molecule 38

T8IN

8.1d

7914

09TN
651D

vSIA

23%

73%

Chain YF

SGT1
PSTA

9€TL

E€ETN

6214

9CTA
SCT1

61TYH

97110

4278

SOTA
YO0Tx

20t1d

€634

68A

T8d

SLH

€93

19D
098

9G4

at!
8L
Sty
vvd
247200
1
L7d

211
TIA

[duas
T02A

86TV

P6TH

1614

68TL

1811

SLTL

508 ribosomal protein L5

E€LTA

69TN

e Molecule 39

23%

76%

Chain RG

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 40

215
€STY

1428

i442"

714
0%TI

SETT
YETD

CEIN
TE€TL
OETN
9z1a

TCIN

1

e Molecule 39: 50S ribosomal protein L5

SLTT
LT
991a
€91V
2911
T9TL

8GTV

21%

78%

Chain YG:

LSTI

€STY

R
evid

8ETH

CEIN

veis

8114

TT11
01TV

L0771
90TT
SOTY
761
Z6A
281
LLT

89d
L9%

€91
291

Sva

07N
6E€1

LEA
9EN

€eY
zed

6TM
8CTA

114!

L

e Molecule 40: 50S ribosomal protein L6

611
814

9T

iZA%e

0LTd

991a
S9TL

6%

27%

64%

Chain RH:

4278

L0TA

€071

S9TV
2128

29TI

09T
LSTA

98TV
GSTS

6%1d

55410]

9€TI

YETS
EETA

6CTL

ve1a

L

e Molecule 40: 508 ribosomal protein L6

L11d

18%

77%

Chain YH:
=

LSTA

8¥TI
ia1y]

8ETH
LeTQ

EETA
ety

6CTL
STTA
E€TTA
€071
764
681
984
a8y
78S
28D
TLN

0LL
694

197

TSy

67A

Lyd

S

814

cid
TTA

69TA

6574

e Molecule 41: 508 ribosomal protein 1.9

23%

72%

Chain RI:

3
o

0ZTI

06D

881

98L

89
€8y
28y
T8A
08d
6.1

73b
TSI
7w
(AN
6EY
0€1
9Ty

[4as

3

v1d

-
=

ot
~

e Molecule 41: 508 ribosomal protein L9

30%

68%

Chain YI:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 41

6CTL

{44
T2Td

81T

TOTT
€6.L
069
684
881
981

T8A
08d

LLT

cL1
TLI

891

9GY

0y

172!

8€T

9EV

€ed

O - NOLON® oY Woo
mmmm M momonild $ <
B T R R B R R
XD >AH n e

e Molecule 42: 508 ribosomal protein L13

16%

82%

Chain RN:

e Molecule 42: 508 ribosomal protein L13

20%

79%

Chain YN:

8ETT
LETH

veTd
€70
621d
9111
STTY
A2
(4359}

00Td

e Molecule 43: 508 ribosomal protein 114

25%

75%

Chain RO:

12TA

STTA

CITH
TT14

6013

90TT
S0T1d
7014

20TA

060

88N

981

LY

T.4

894

E€9A

08D

LYI

EVA

ovA

€Y
CER

8CS
Se1
veA
€ey
[4a%
611

STD
VIl

™

e Molecule 43: 508 ribosomal protein L14

16%

84%

Chain YO:

(4

L0Td
90TT

e Molecule 44: 50S ribosomal protein L15

21%

77%

Chain RP:

LETA

9CTA

L1743

STTT

(499}

80T

9011
SO0TT

e Molecule 44: 508 ribosomal protein L15

914
STH

23%

75%

Chain YP:

LETH
€TTA
80T
TOTA
661
8641
L6d
961

8N

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 42

e Molecule 45: 508 ribosomal protein L16

25%

75%

Chain RQ:

veTd

0ETH

8CTH
Le1I

iZ4%:

0TI

81T

91Td

LOTY

S0Td

i1

1540

8ETA

e Molecule 45: 508 ribosomal protein L16

26%

74%

Chain YQ:

veETY

8111

T11d
0TTL

S0Td

20TA

L

e Molecule 46: 50S ribosomal protein L17

28%

69%

Chain RR:

LTTA

ST1d
P1IA
€111
(4314
801D
€0TH

L6A
964

064

L4

288

0.1

99A

794

984

19T

87A

6ed
8EA

SEL

0 o o lmn
o m g
= e

e Molecule 46: 508 ribosomal protein L17

9T

114
9TH

€TH

24%

75%

Chain YR:

LITA

PITA

€TT1

(433

60TV

L0t1d

¥o1d

0071

964

064

884
18K

e Molecule 47: 50S ribosomal protein L18

24%

75%

Chain RS:

(4378

0TTT

90Ty

e Molecule 47: 508 ribosomal protein L18

18%

79%

Chain YS:

9074

e Molecule 48: 508 ribosomal protein 1.19

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 43

—
6%

19%

75%

Chain RT:

6214
vcia
1211
81Ty
[A9%S
T11d
0TTI

2oTI

e Molecule 48: 508 ribosomal protein L.19

—
6%

27%

66%

Chain YT:

T1Td

SOTT

00TA

863

164

881

981
S8Y

€81

T8d
08S

6GL

794

2SI
194

67A

gt

9€d

T€S

8CA

43

0zd
611

9Td

.
e

A
97

.
o

€eTd

0ETY
6214

¥cra
€210

0zTy
Y111

(497

e Molecule 49: 50S ribosomal protein L20

19%

—
77%

Chain RU:

91TV

OTTA

LOTV

€63%

S8)

SLN

291
TOM

894

w9
€94

0S4
6VH

S7A

6€T

vex

T€S

121

PASS

[4%:!

e Molecule 49: 508 ribosomal protein 120

oTd

o1
[ZH}

19%

79%

Chain YU:

06A

ced

|
e Molecule 50: 508 ribosomal protein L21

22%

78%

Chain RV:

A

L

961
S6T

€64
(4N

98D

€84

1528

9.3

e Molecule 50: 50S ribosomal protein L21

YL
€LS

893

291

€64

6L
8¥%D

SYL

6¢€1

zel

ved

420

0T

21%

79%

Chain YV:

00TY

S8)

e Molecule 51: 508 ribosomal protein .22

21%

79%

Chain RW:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 44

L

6013

LOTT

€0TI

664

961

{431}

884

981

8.4

LLa
9LA

e Molecule 51: 50S ribosomal protein 22

19%

81%

Chain YW:

I-S-

L0771

70Tl

961

981

8.4

691

TON

LSN

csd

0SA

ovd

(4

6EL

e Molecule 52: 508 ribosomal protein 123

SeI
TEN
£ed

0€d

611
814

9T

16%

80%

Chain RX:

o0
2]
=

o
i)
2]

o
k]
=1

2
5

e Molecule 52: 508 ribosomal protein 1.23

2
5

oL

SeH

9TH

20%

76%

by
©
i

e Molecule 53: 50S ribosomal protein .24

Chain YX:

o B~ o o - I
N~ N~ 0 00 0 =}
- B H> O =}

991

(428

8GH

€94

67A

vva

TYN

ey

SeH

STd

8I

22%

72%

Chain RY:

e Molecule 53: 508 ribosomal protein 1.24

22%

75%

Chain YY:

€01
201D

831

9.0

e Molecule 54: 508 ribosomal protein 125

Y.d

11%

22%

64%

Chain RZ:

9TTA
ST1D
Y119

(437!

T0Td

64

06A

S8H

€8d

cLe
TLA

89d
197

€90

= o
© ©
= A

LSI

YSH

TSV

8¥vd

8EA

9N

L}

e Molecule 54: 508 ribosomal protein L.25

weN

0EN

LTA

Ssed
vl

(4%

o
S
zI

ST

(4235’8

8.L14
LL1d

SLIA

0L7L

€911
2914
T9TA
98T
T1STH
€ETI

0€Td

8CTA
LTTA

SCT1

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 6NWY

Page 45

6%

21%

68%

Chain YZ:

cvis

€ETI
CETIN

0€Td

9814
S8TH

7814

6.1Q
8.14

0LTL

191d

S9TA

T9TA

3

0STT
6¥1S

O

R LDWIDE
PROTEIN DATA BANK

W



Page 46 wwPDB X-ray Structure Validation Summary Report 6NWY

4 Data and refinement statistics (i)

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

Property Value Source
Space group P 212121 Depositor
Cell constants 210.74A  450.26A 626.11A .
Depositor
a, b, c,a, 8,7y 90.00° 90.00° 90.00°
Resolution (A) 49.94 - 3.50 Depositor
7 Data completeness 97.6 (49.94-3.50) Depositor
(in resolution range)
Rinerge 0.17 Depositor
Raym (Not available) Depositor
<I)o(l)>" 1.17 (at 3.19A) Xtriage
Refinement program PHENIX 1.14 3260 Depositor
R, Ryree 0.240 , 0.258 Depositor
Wilson B-factor (A?) 75.0 Xtriage
Anisotropy 0.423 Xtriage
L-test for twinning? <|L|>=037,<L?*>=020| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 292039 wwPDB-VP
Average B, all atoms (A?) 113.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.68% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

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

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

. Bond lengths Bond angles

Mol | Chain | py/q7 #|Z| >5 RMSZ 47| >5

1 QA 0.69 1/36343 (0.0%) 1.14 198/56720 (0.3%)

1 XA 0.77 0/36435 1.15 194/56865 (0.3%)

2 QB 0.35 0/1942 0.67 0/2619

2 XB 0.37 0/1950 0.64 1/2630 (0.0%)

3 QC 0.36 0/1629 0.66 0/2195

3 XC 0.37 0/1629 0.61 0/2195

4 QD 0.45 1/1733 (0.1%) 0.65 0/2318

4 XD 0.52 2/1733 (0.1%) 0.70 2/2318 (0.1%)

5 QE 0.37 0/1171 0.67 0/1576

5 XE 0.43 0/1171 0.62 0/1576

6 QF 0.39 0/856 0.68 0/1154

6 XF 0.41 0/856 0.62 0/1154

7 QG 0.35 0/1276 0.63 1/1709 (0.1%)

7 XG 0.36 0/1276 0.60 0/1709

8 QH 0.40 0/1128 0.62 0/1517

8 XH 0.42 0/1128 0.66 0/1517

9 QI 0.42 0/1029 0.74 0/1379

9 XI 0.36 0/1017 0.70 0/1365

10 QJ 0.35 0/814 0.67 0/1095

10 XJ 0.34 0/790 0.59 0/1063

11 QK 0.36 0/900 0.57 0/1213

11 XK 0.39 0/879 0.59 0/1187

12 QL 0.41 0/991 0.70 1/1327 (0.1%)

12 XL 0.45 0/972 0.77 2/1301 (0.2%)

13 QM 0.35 0/965 0.78 0/1292

13 XM 0.37 0/924 0.66 0/1238

14 QN 0.67 1/501 (0.2%) 0.84 3/664 (0.5%)

14 XN 0.68 1/501 (0.2%) 0.88 2/664 (0.3%)

15 QO 0.38 0/745 0.57 0/992

15 X0 0.40 0/740 0.56 0/987

16 QP 0.40 0/721 0.64 0/970

16 XP 0.38 0/721 0.66 0/970
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
17 QQ 0.39 0/847 0.62 0/1131
17 XQ 0.47 0/847 0.64 0/1131
18 QR 0.37 0/579 0.56 0/768
18 XR 0.39 0/579 0.58 0/768
19 QS 0.35 0/680 0.72 1/915 (0.1%)
19 XS 0.36 0/689 0.70 0/926
20 QT 0.77 2/765 (0.3%) 1.14 8/1007 (0.8%)
20 XT 0.37 0/765 0.75 2/1007 (0.2%)
21 QU 0.34 0/221 0.58 0/288
21 XU 0.32 0/221 0.54 0/288
22 QV 0.70 2/1813 (0.1%) 1.39 32/2825 (1.1%)
22 XV 0.66 0/1813 1.20 13/2825 (0.5%)
23 QX 0.99 1/459 (0.2%) 2.11 25/715 (3.5%)
23 XX 0.63 0/459 1.26 1/715 (0.1%)
24 RO 0.40 0/652 0.63 0/867
24 YO0 0.59 0/657 0.60 0/874
25 R1 0.54 0/753 0.68 0/1000
25 Y1 0.59 0/736 0.73 0/978
26 R2 0.37 0/583 0.62 0/771
26 Y2 0.47 0/577 0.62 0/764
27 R3 0.39 0/474 0.59 0/635
27 Y3 0.62 0/474 0.59 0/635
28 R4 0.33 0/357 0.60 0/483
28 Y4 1.56 2/366 (0.5%) 1.47 8/495 (1.6%)
29 R5 0.88 3/473 (0.6%) 0.79 2/639 (0.3%)
29 Y5 0.94 2/473 (0.4%) 0.77 1/639 (0.2%)
30 R6 0.96 3/460 (0.7%) 0.78 2/613 (0.3%)
30 Y6 1.33 6,/460 (1.3%) 1.01 3/613 (0.5%)
31 R7 0.53 0/417 0.62 0/550
31 Y7 0.63 0/426 0.66 0/561
32 R8 0.43 0/525 0.88 3/691 (0.4%)
32 Y8 0.59 0/525 0.84 0/691
33 R9 0.62 1/310 (0.3%) 0.72 1/407 (0.2%)
33 Y9 0.63 0/310 0.73 0/407
34 RA 0.91 2/69520 (0.0%) 1.22 | 576/108527 (0.5%)
34 YA 1.27 | 23/69543 (0.0%) 1.33 | 807/108563 (0.7%)
35 RB 0.71 0/2878 1.14 18/4490 (0.4%)
35 YB 1.08 0/2878 1.32 38/4490 (0.8%)
36 RD 0.52 0/2165 0.71 3/2919 (0.1%)
36 YD 0.64 0/2165 0.74 4/2919 (0.1%)
37 RE 0.50 0/1601 0.83 3/2160 (0.1%)
37 YE 0.66 0/1601 0.84 3/2160 (0.1%)
38 RF 0.49 0/1620 0.70 1/2194 (0.0%)
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ 4| Z| >5
38 | YF | 0.67 0,/1620 0.65 1/2194 (0.0%)
30 | RG | 0.40 0,/1499 0.69 0,/2016
39 | YG | 043 0,/1499 0.68 0,/2016
10 | RH | 0.39 0,/1362 0.83 5/1841 (0.3%)
10 | YH | 058 0,/1362 0.82 4/1841 (0.2%)
A1 | RI | 048 | 2/1151 (0.2%) | 0.86 6,/1558 (0.4%)
AT | YL | 045 | 1/1151 (0.1%) | 0.79 0/1558
2 | RN | 045 0/1131 0.68 1/1525 (0.1%)
2 | YN | 063 0/1131 0.70 2/1525 (0.1%)
43 | RO | 051 0,943 0.65 0,/1269
43 | YO | 060 0,943 0.63 0,/1269
4 | mRP | 044 0/1162 0.76 1/1544 (0.1%)
4 | YP | 054 0/1139 0.83 1/1514 (0.1%)
5 | RQ | 045 0/1143 0.73 0/1527
5| YQ | 061 0/1143 0.77 2/1527 (0.1%)
46 | RR | 048 0/974 0.68 0,/1302
6 | YR | 057 0/974 0.70 0,/1302
47 | RS | 0.39 0/892 0.66 0/1187
7 | YS | 052 0/892 0.67 0/1187
8 | RT | 043 0/1155 0.69 0,/1542
8 | YT | 054 0/1155 0.72 1/1542 (0.1%)
19 | RU | 049 0,982 0.62 0,/1306
9 | YU | 0.70 0,982 0.61 0,/1306
50 | RV | 047 0,790 0.74 1/1057 (0.1%)
50 | YV | 0.63 0,790 0.76 1/1057 (0.1%)
51 | RW | 0.52 0/911 0.63 0,/1220
51 | YW | 0.68 0/911 0.64 0,/1220
52 | RX | 0.52 0,739 0.60 0/993
52 | YX | 0.66 0,739 0.68 0/993
53 | RY | 0.72 | 4/831 (0.5%) 0.66 2/1108 (0.2%)
53 | YY | 0.73 1/831 (0.1%) 0.72 2/1108 (0.2%)
54 | RZ | 043 0,/1493 0.89 6,2026 (0.3%)
54 | YZ | 0.51 0,/1561 0.85 5/2119 (0.2%)
All | Al | 087 |61/316163 (0.0%) | 1.12 | 2000/472822 (0.4%)

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
28 Y4 1 1
Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
37 RE 0 1
37 YE 0 1
20 RV 0 2
o4 RZ 0 1
54 YZ 0 1
All All 1 7

The worst 5 of 61 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
28 Y4 5) ILE | CA-CB | -21.70 1.04 1.54
28 Y4 4 GLY N-CA | -18.70 1.18 1.46
30 R6 16 CYS | CB-SG | 14.24 2.06 1.82
30 Y6 16 | CYS | CB-SG | -14.07 1.58 1.82
20 QT 74 | LYS | CA-CB | -13.71 1.23 1.53

The worst 5 of 2000 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
20 QT 74 LYS | N-CA-CB | 21.28 148.91 110.60
23 QX 17 C C6-N1-C2 | -19.01 112.70 120.30
22 QV 35 G C8-N9-C4 | -16.76 99.70 106.40
28 Y4 5) ILE | CB-CA-C | 16.14 143.88 111.60
34 YA 2453 A N1-C2-N3 | -15.63 121.48 129.30

All (1) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom

28 Y4 5 ILE CA
5 of 7 planarity outliers are listed below:

Mol | Chain | Res | Type Group
37 RE 146 | THR Peptide
50 RV 49 | THR | Mainchain,Peptide
54 RZ 166 | SER Peptide
28 Y4 5) ILE Mainchain
37 YE 146 | THR Peptide

SPDE
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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 QA 32469 0 16393 389 0
1 XA 32551 0 16433 382 1
2 QB 1907 0 1958 40 0
2 XB 1915 0 1968 37 0
3 QC 1605 0 1668 31 0
3 XC 1605 0 1668 22 0
4 QD 1703 0 1763 55 0
4 XD 1703 0 1763 47 0
5 QE 1155 0 1213 20 0
5 XE 1155 0 1213 22 0
6 QF 843 0 857 9 0
6 XF 843 0 857 11 0
7 QG 1257 0 1296 21 0
7 XG 1257 0 1296 23 0
8 QH 1108 0 1165 20 0
8 XH 1108 0 1165 23 0
9 QI 1010 0 1037 22 0
9 XI 998 0 1024 21 0

10 QJ 801 0 849 22 0
10 XJ T 0 816 13 0
11 QK 885 0 904 7 0
11 XK 864 0 881 11 0
12 QL 975 0 1062 23 0
12 XL 956 0 1046 14 0
13 QM 955 0 1021 27 0
13 XM 914 0 971 23 0
14 QN 492 0 532 18 0
14 XN 492 0 531 16 0
15 QO 734 0 771 5 0
15 X0 729 0 768 10 0
16 QP 705 0 725 13 0
16 XP 705 0 725 12 0
17 | QQ 834 0 904 2 0
17 XQ 834 0 904 12 0
18 QR 574 0 644 5 0
18 XR 574 0 644 11 0
19 QS 665 0 686 14 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
19 XS 674 0 699 16 0
20 QT 763 0 861 17 0
20 XT 763 0 861 17 0
21 QU 217 0 234 8 0
21 XU 217 0 234 4 0
22 QV 1647 0 834 23 0
22 XV 1647 0 834 18 0
23 QX 409 0 209 13 0
23 XX 409 0 209 6 0
24 RO 643 0 667 6 0
24 YO0 648 0 672 14 0
25 R1 746 0 826 21 0
25 Y1 729 0 802 7 0
26 R2 581 0 629 7 0
26 Y2 275 0 624 5 0
27 R3 469 0 018 6 0
27 Y3 469 0 518 10 0
28 R4 348 0 354 6 0
28 Y4 357 0 362 12 0
29 R5 459 0 ATT7 23 0
29 Y5H 459 0 476 17 0
30 R6 453 0 474 7 0
30 Y6 453 0 473 13 0
31 R7 409 0 454 9 0
31 Y7 418 0 467 7 0
32 RS 517 0 082 19 0
32 Y8 517 0 082 16 0
33 R9 307 0 335 9 0
33 Y9 307 0 336 17 0
34 RA 62070 0 31284 607 0
34 YA 62091 0 31294 489 0
35 RB 2573 0 1306 26 0
35 YB 2573 0 1306 24 0
36 RD 2115 0 2195 50 0
36 YD 2115 0 2195 39 0
37 RE 1568 0 1634 36 0
37 YE 1568 0 1633 34 0
38 RF 1585 0 1632 30 0
38 YF 1585 0 1632 31 0
39 RG 1474 0 1535 32 0
39 YG 1474 0 1535 24 0
40 RH 1336 0 1418 o7 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
40 YH 1336 0 1418 21 0
41 RI 1136 0 1223 32 1
41 YI 1136 0 1223 25 0
42 RN 1104 0 1180 14 0
42 YN 1104 0 1180 15 0
43 RO 933 0 996 21 0
43 YO 933 0 996 14 0
44 RP 1145 0 1228 27 0
44 YP 1122 0 1206 28 0
45 RQ 1122 0 1179 23 0
45 YQ 1122 0 1179 25 0
46 RR 960 0 1021 31 0
46 YR 960 0 1021 19 0
47 RS 882 0 943 20 0
47 YS 882 0 943 18 0
48 RT 1141 0 1202 17 0
48 YT 1141 0 1202 27 0
49 RU 964 0 1022 25 0
49 YU 964 0 1022 22 0
50 RV 779 0 852 14 0
50 YV 779 0 852 12 0
51 RW 900 0 964 17 0
o1 YW 900 0 964 16 0
92 RX 725 0 778 9 0
52 YX 725 0 778 14 0
93 RY 818 0 911 24 0
53 YY 818 0 910 21 0
o4 RZ 1461 0 1493 32 0
o4 YZ 1529 0 1551 29 0
95 QA 87 0 0 0 0
95 QF 1 0 0 0 0
95 QH 2 0 0 0 0
95 QL 1 0 0 0 0
95 RO 2 0 0 0 0
95 R1 1 0 0 0 0
95 R3 1 0 0 0 0
95 R8 1 0 0 0 0
95 RA 429 0 0 0 0
95 RB 11 0 0 0 0
95 RD 1 0 0 0 0
95 RE 4 0 0 0 0
95 RF 2 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
95 RN 1 0 0 0 0
95 RO 1 0 0 0 0
95 RP 1 0 0 0 0
35 RQ 1 0 0 0 0
95 XA 89 0 0 0 0
95 XE 1 0 0 0 0
95 Y1 1 0 0 0 0
95 Y2 1 0 0 0 0
95 Y5 1 0 0 0 0
95 Y7 1 0 0 0 0
95 Y8 1 0 0 0 0
95 YA 439 0 0 0 0
95 YB 8 0 0 0 0
95 YD 1 0 0 0 0
95 YE 2 0 0 0 0
95 YF 1 0 0 0 0
95 YQ 1 0 0 0 0
95 YR 2 0 0 0 0
95 YU 1 0 0 0 0
95 YX 1 0 0 0 0
o6 QD 8 0 0 2 0
o6 XD 8 0 0 0 0
o7 QN 1 0 0 0 0
57 R5 1 0 0 0 0
o7 R6 1 0 0 0 0
o7 R9 1 0 0 0 0
o7 RY 1 0 0 0 0
o7 XN 1 0 0 0 0
o7 Y5 1 0 0 0 0
o7 Y6 1 0 0 0 0
o7 Y9 1 0 0 0 0
o7 YY 1 0 0 1 0
All All 292039 0 197760 3309 1

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 7.

The worst 5 of 3309 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)
14:QN:24:CYS:SG 14:QN:40:CYS:HB2 1.24 1.78

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
40:RH:98:LEU:CD2 | 40:RH:125:VAL:HG11 1.44 1.45
29:Y5:32:PRO:N 29:Y5:32:PRO:CA 1.69 1.44
30:R6:16:CYS:SG 30:R6:16:CYS:CB 2.06 1.44
14:QN:24:CYS:SG 14:QN:40:CYS:CB 2.14 1.35

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-

metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
41:RI:89:TYR:O | 1:XA:357:G:02’[4_555| 1.70 0.50

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

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
2 QB 233/256 (91%) 206 (88%) 27 (12%) 0 I 100
2 XB 234/256 (91%) 202 (86%) 31 (13%) 1 (0%) 34 72
3 QC 203/239 (85%) 180 (89%) 23 (11%) 0 I 100
3 XC 203/239 (85%) 182 (90%) | 21 (10%) 0 |
4 QD 206/209 (99%) 195 (95%) 10 (5%) 1 (0%) 29 68
4 XD 206/209 (99%) 194 (94%) 11 (5%) 1 (0%) 29 68
5 QE 149/162 (92%) 134 (90%) 14 (9%) 1 (1%) 22 61
5 XE 149/162 (92%) 140 (94%) 8 (5%) 1 (1%) 22 61
6 QF 99/101 (98%) 96 (97%) 3 (3%) 0
6 XF 99/101 (98%) 98 (99%) 1 (1%) 0
7 QG 153/156 (98%) 145 (95%) 8 (5%) 0
7 XG 153/156 (98%) 143 (94%) 10 (6%) 0
8 QH 135/138 (98%) 127 (94%) 8 (6%) 0

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
8 XH 135/138 (98%) 126 (93%) 9 (7%) 0 |
9 QI 125/128 (98%) 109 (87%) | 16 (13%) 0 |
9 X1 124/128 (97%) 110 (89%) | 13 (10%) | 1 (1%) 19 58
10 QJ 97/105 (92%) 88 (91%) 8 (8%) 1 (1%)

10 XJ 94/105 (90%) 86 (92%) 8 (8%) 0

11 | QK 117/129 (91%) 108 (92%) 9 (8%) 0

11 | XK 114/129 (88%) 104 (91%) 10 (9%) 0

12 QL 123/132 (93%) 98 (80%) 24 (20%) | 1 (1%)

12 XL 120/132 (91%) 99 (82%) 21 (18%) 0

13 | QM 118/126 (94%) 99 (84%) 17 (14%) | 2 (2%)

13 | XM 112/126 (89%) 101 (90%) 10 (9%) 1 (1%)

14 | QN 58/61 (95%) 50 (86%) 7 (12%) 1 (2%)

14 | XN 58/61 (95%) 48 (83%) 8 (14%) 2 (3%)

15 | QO 86/89 (97%) 80 (93%) 6 (7%) 0

15 | XO 85/89 (96%) 81 (95%) 4 (5%) 0

16 QP 82/88 (93%) 76 (93%) 6 (7%) 0

16 | XP 82/88 (93%) 78 (95%) 4 (5%) 0

17 | QQ 98,/105 (93%) 92 (94%) 6 (6%) 0 |
17 | XQ 98,/105 (93%) 94 (96%) 4 (4%) 0 |
18 QR 68/88 (77%) 66 (97%) 2 (3%) 0 |
18 | XR 68/88 (77%) 66 (97%) 2 (3%) 0 100 | 100}
19 QS 81/93 (87%) 66 (82%) 15 (18%) 0

19 XS 82/93 (88%) 65 (79%) 17 (21%) 0

20 | QT 97/106 (92%) 86 (89%) 8 (8%) 3 (3%)

20 | XT 97/106 (92%) 84 (87%) 10 (10%) | 3 (3%)

21 | QU 23/27 (85%) 21 (91%) 2 (9%) 0 (100 [100]
21 XU 23/27 (85%) 19 (83%) 4 (17%) 0 |
24 | RO 79/85 (93%) 71(90%) | 8 (10%) 0 [100] [ 100}
24 YO 80/85 (94%) 75 (94%) 5 (6%) 0 |
2%5 | R1 93/98 (95%) 76 (82%) | 17 (18%) 0 100 ] [100]
25 Y1 91/98 (93%) 78 (86%) 12 (13%) | 1 (1%) 14| 52

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
2% | R2 67/72 (93%) 63 (94%) 4 (6%) 0 100 ] [100]
26 Y2 66/72 (92%) 64 (97%) 2 (3%) 0 |
27 R3 57/60 (95%) 56 (98%) 1 (2%) 0 |
27 | v3 57/60 (95%) 55 (96%) 2 (4%) 0 100 | 100]
28 | R4 43/71 (61%) 41 (95%) 2 (5%) 0 100 [ 100]
28 Y4 4471 (62%) 28 (64%) 13 (30%) | 3 (7%)

29 R5 57/60 (95%) 49 (86%) 7 (12%) 1 (2%)

29 Y5 57/60 (95%) 49 (86%) 7 (12%) 1 (2%)

30 | R6 51/54 (94%) 46 (90%) | 5 (10%) 0 [100] [ 100}
30 Y6 51/54 (94%) 49 (96%) 2 (4%) 0 |
31 | R7 45/49 (92%) 43 (96%) 2 (4%) 0 100 ] [100]
31 | Y7 46/49 (94%) 45 (98%) 1 (2%) 0 100 [ 100]
32 RS 62/65 (95%) 51 (82%) 9 (14%) 2 (3%)

32 Y8 62/65 (95%) 48 (77%) 14 (23%) 0

33 R9 35/37 (95%) 33 (94%) 2 (6%) 0

33 Y9 35/37 (95%) 33 (94%) 2 (6%) 0

36 | RD 270/276 (98%) 244 (90%) 24 (9%) 2 (1%) 22 61
36 | YD 270/276 (98%) 241 (89%) | 28 (10%) | 1 (0%) 34 72
37 | RE 203,/206 (98%) 159 (78%) | 39 (19%) | 5 (2%) 34
37 | YE 203,/206 (98%) 163 (80%) | 38 (19%) | 2 (1%) 15| 54
38 RF 200/210 (95%) 183 (92%) 15 (8%) 2 (1%) 15| 54
38 | YF 200/210 (95%) 183 (92%) 16 (8%) 1 (0%) 29 68
39 | RG 179/182 (98%) 150 (84%) | 28 (16%) | 1 (1%)

39 | YG 179/182 (98%) 152 (85%) | 27 (15%) 0

40 | RH 172/180 (96%) 145 (84%) | 24 (14%) | 3 (2%)

40 | YH 172/180 (96%) 147 (86%) | 20 (12%) | 5 (3%)

41 RI 144/148 (97%) 115 (80%) | 23 (16%) | 6 (4%)

41 Y1 144/148 (97%) 118 (82%) | 22 (15%) | 4 (3%)

42 | RN 136,140 (97%) 122 (90%) | 13 (10%) | 1 (1%)

42 | YN 136,140 (97%) 123 (90%) 12 (9%) 1 (1%) 22 61
43 | RO 120,122 (98%) 109 (91%) 11 (9%) 0 100 1 100

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
43 | YO 120/122 (98%) | 111 (92%) | 9 (8%) 0 100 ] [100]
44 RP 148/150 (99%) 114 (77%) 31 (21%) 3 (2%) 39
44 YP 145/150 (97%) 116 (80%) 28 (19%) 1 (1%) 22 61
45 RQ 139/141 (99%) 120 (86%) 18 (13%) 1 (1%) 22 61
45 YQ 139/141 (99%) 111 (80%) 27 (19%) 1 (1%) 22 61
46 RR 115/118 (98%) 103 (90%) 12 (10%) 0 100 _M
46 YR 115/118 (98%) 104 (90%) 10 (9%) 1 (1%) 177 56
47 RS 109/112 (97%) 94 (86%) 15 (14%) 0 100 _M
47 YS 109/112 (97%) 95 (87%) 13 (12%) 1 (1%) 1771 56
48 RT 135/146 (92%) 116 (86%) 19 (14%)

48 YT 135/146 (92%) 121 (90%) 14 (10%)

49 RU 115/118 (98%) 106 (92%) 6 (5%)

49 YU 115/118 (98%) 109 (95%) 6 (5%)

50 RV 99/101 (98%) 87 (88%) 11 (11%)

50 YV 99/101 (98%) 90 (91%) 8 (8%)

51 RW 111/113 (98%) 104 (94%) 7 (6%)

51 | YW 111/113 (98%) 107 (96%) 4 (4%) |
52 | RX 90/96 (94%) 85 (94%) 5 (6%) 100 ] [100]
52 YX 90,/96 (94%) 84 (93%) 6 (7%) |
53 RY 105/110 (96%) 102 (97%) 3 (3%)

53 YY 105/110 (96%) 99 (94%) 6 (6%)

54 RZ 181/206 (88%) 139 (77%) 38 (21%)

54 Y7 191/206 (93%) 145 (76%) 39 (20%)

All All 11414/12128 (94%) | 10111 (89%) | 1217 (11%)

5 of 86 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
12 QL 105 TYR
20 QT 75 ASN
32 R8 30 ARG
37 RE 147 PRO
40 RH 157 TYR
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5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar
resolution.

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
2 QB 203/220 (92%) 200 (98%) 3 (2%) 65 |84
2 XB 204/220 (93%) 203 (100%) | 1 (0%) 881194
3 QC 159/188 (85%) 157 (99%) 2 (1%) 69 |86
3 XC 159/188 (85%) 157 (99%) 2 (1%) 69 |86
4 QD 180/181 (99%) 179 (99%) 1 (1%) 861194
4 XD 180/181 (99%) 178 (99%) 2 (1%) 73 |88
5 QE 116/123 (94%) 116 (100%) 0 100§ § 100
5 XE 116/123 (94%) 115 (99%) 1 (1%) 781190
6 QF 90/90 (100%) 90 (100%) 0 100§ § 100
6 XF 90/90 (100%) 89 (99%) 1 (1%) 73 188
7 QG 126/127 (99%) 126 (100%) 0 100§ § 100
7 XG 126/127 (99%) 126 (100%) 0 100§ § 100
8 QH 118/119 (99%) 117 (99%) 1 (1%) 811191
8 XH 118/119 (99%) 118 (100%) 0 100§ § 100
9 QI 98/99 (99%) 96 (98%)

9 XI 97/99 (98%) 95 (98%)

10 QJ 89/92 (97%) 89 (100%)

10 XJ 86,/92 (94%) 86 (100%)

11 QK 90/99 (91%) 89 (99%)

11 XK 88/99 (89%) 87 (99%)

12 QL 104/109 (95%) 104 (100%)

12 XL 103/109 (94%) 99 (96%) 4 (4%) 32 64
13 | QM | 96/101 (95%) | 96 (100%) 0 [100] [100]
13 XM 92/101 (91%) 92 (100%) 0
14 QN 49/50 (98%) 48 (98%) 1 (2%) 55 |79
14 XN 49/50 (98%) 46 (94%) 3 (6%) 187 51

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
15 | QO 79/80 (99%) 7T 98%) | 2(2%) | 47 |75
15 | X0 79/80 (99%) | 79 (100%) [100] [ 100}
16 | QP 72/74 (97%) | 72 (100%) 100 [100]
16 | Xxp 72/74 (97%) | 72 (100%) 100 | 100]
17 | QQ 95/97 (98%) | 95 (100%)

17 | XQ 95/97 (98%) 93 (98%)

18 | QR 61/77 (719%) | 61 (100%) [100] [ 100}
18 | XR 61/77 (79%) | 61 (100%) 100 [100]
19 | Qs 72/80 (90%) | 72 (100%) 100 [ 100]
19 | XS 73/80 (91%) | 73 (100%) [100] [ 100]
20 | QT 76/82 (93%) 75 (99%)

20 | XT 76/82 (93%) | 76 (100%)

21 | QU 20/22 (91%) 19 (95%)

21 | XU 20/22 (91%) | 20 (100%)

24 | RO 65/67 (97%) 64 (98%)

24 | Y0 65/67 (97%) | 65 (100%)

25 | RI 80/83 (96%) 78 (98%)

25 | Y1 78/83 (94%) 77 (99%)

26 | R2 64/67 (96%) | 64 (100%) 0 100] [ 100
2% | Y2 64/67 (96%) 63 (98%) | 1(2%) | 62 |83
27 | R3 51/52 (98%) | 51 (100%)

27 | Y3 51/52 (98%) | 51 (100%)

2% | R4 40/63 (64%) | 40 (100%)

28 | va 41/63 (65%) 39 (95%)

29 | R 51/52 (98%) 50 (98%)

29 | Y5 51/52 (98%) AT (92%)

30 | R6 51/52 (98%) 48 (94%)

30 | Y6 51/52 (98%) 49 (96%)

31 | R7 40/42 (95%) | 40 (100%)

31 | v7 41/42 (98%) | 41 (100%)

32 | RS 54/55 (98%) | 54 (100%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
32 | Vs 54/55 (98%) 54 (100%) 0 100 ] [100]
33 | R9 34/34 (100%) | 34 (100%) 0 (100 [ 100]
33 Y9 34/34 (100%) 32 (94%) | 2 (6%) 19| 53
36 RD 214/218 (98%) | 212 (99%) | 2 (1%) 78 |90
36 | YD | 214/218 (98%) | 214 (100%) 0 [100] [ 100]
37 | RE 165/166 (99%) | 161 (98%) | 4 (2%) 49 |76
37 | YE 165/166 (99%) | 162 (98%) | 3 (2%) 59 |81
38 RF 161/166 (97%) | 158 (98%) | 3 (2%) 57 180
38 | YF | 161/166 (97%) | 161 (100%) 0 [100] [ 100}
39 RG 155/156 (99%) | 155 (100%) 0 |
39 | YG 155/156 (99%) | 154 (99%) | 1 (1%)

40 | RH 145/148 (98%) | 137 (94%) | 8 (6%) 21 54

40 | YH 145/148 (98%) | 142 (98%) | 3 (2%) 53 |79

41 | RI | 122/124 (98%) | 122 (100%) 0 100] [ 200
41 Y1 122/124 (98%) | 118 (97%) | 4 (3%) 38 68

42 | RN 117/119 (98%) | 116 (99%) | 1 (1%) 781190

42 | YN 117/119 (98%) | 115 (98%) | 2 (2%) 60 |82

43 | RO 100/100 (100%) | 100 (100%) 0 100} | 100] |
43 | YO 100/100 (100%) | 97 (97%) | 3 (3%) 41 71

44 | RP 116/116 (100%) | 115 (99%) | 1 (1%)

4 | YP 114/116 (98%) | 114 (100%) 0

45 | RQ 111/111 (100%) | 111 (100%) 0

45 | YQ | 111/111 (100%) | 110 (99%) | 1 (1%) 781190

46 | RR 100,101 (99%) 98 (98%) | 2 (2%) 55 179

46 | YR 100/101 (99%) 99 (99%) 1 (1%) 76 | 88

47 RS 87/88 (99%) 87 (100%) 0 |
A7 | YS 87/88 (99%) 85 (98%) | 2 (2%) 50 |77

48 RT 120/127 (94%) | 117 (98%) | 3 (2%) 47 75

48 | YT 120/127 (94%) | 118 (98%) | 2 (2%) 60 |82

49 | RU 93/94 (99%) 93 (100%) 0 100] | 100] |
49 | YU 93/94 (99%) 91 (98%) | 2 (2%) 52 178

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
50 | RV 82/82 (100%) | 82 (100%) 0 100 ] [100]
50 YV 82/82 (100%) 80 (98%) 2 (2%) 49 76
51 RW 92/92 (100%) 91 (99%) 1 (1%) 73 |88
51 | YW | 92792 (100%) | 92 (100%) 0 [100] [ 100]
52 RX 74/78 (95%) 71 (96%) 3 (4%) 30 63
52 YX 74/78 (95%) 72 (97%) 2 (3%)

53 RY 88/91 (97%) 88 (100%) 0

53 YY 88/91 (97%) 87 (99%) 1 (1%)

54 RZ 162/179 (90%) 162 (100%) 0

54 Y7Z 167/179 (93%) 165 (99%) 2 (1%)

All All 9648,/10066 (96%) | 9536 (99%) | 112 (1%)

5 of 112 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
9 XI 25 LYS
54 YZ 63 ASP
28 Y4 5 ILE
53 YY 79 CYS
47 YS 4 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes.

such sidechains are listed below:

Mol | Chain | Res | Type
47 RS 38 GLN
20 RV 11 GLN
50 YV 11 GLN
37 YE 132 HIS
39 YG 132 ASN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 QA 1509/1521 (99%) 309 (20%) 9 (0%)
1 XA 1514/1521 (99%) 322 (21%) 10 (0%)

22 QV 76/77 (98%) 17 (22%) 2 (2%)

Continued on next page...

5 of 14
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Mol | Chain Analysed Backbone Outliers | Pucker Outliers
22 XV 76/77 (98%) 21 (27%) 1 (1%)

23 QX 18/19 (94%) 4 (22%) 1 (5%)

23 XX 18/19 (94%) 5 (27%) 0

34 RA | 2878/2915 (98%) 617 (21%) 40 (1%)

34 YA | 2880/2915 (98%) 634 (22%) 44 (1%)

35 RB 119/122 (97%) 21 (17%) 1 (0%)

35 YB 119/122 (97%) 25 (21%) 1 (0%)

All All 9207/9308 (98%) 1975 (21%) 109 (1%)

5 of 1975 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 QA 6 G
1 QA 9 G
1 QA 32 A
1 QA 38 G
1 QA 39 G

5 of 109 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 XA 748 C
34 YA 278 A
34 YA 2402 C
1 XA 1064 G
34 YA 102 G

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

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

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | "' RMSZ | 47| > 2| Counts | RMSZ | #]Z| > 2
22 | IMG QV 37 22 | 18,2627 | 1.43 | 3 (16%) | 19,39,42 | 1.39 3 (15%)



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

Page 64 wwPDB X-ray Structure Validation Summary Report 6NWY
. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | /"' RMSZ | 47| > 2| Counts | RMSZ | #]Z| > 2
22 | 1IMG XV 37 22 | 18,26,27 | 0.72 0 19,39,42 | 1.43 5 (26%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
22 | 1IMG QV 37 22 - 2/3/25/26 | 0/3/3/3
22 | 1IMG XV 37 22 - 2/3/25/26 | 0/3/3/3

All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
22 QV 37 | IMG | C5-C4 | 3.28 1.51 1.43
22 QV 37 | IMG | C2-N3 | 248 1.38 1.34
22 QV 37 | IMG | 06-C6 | 2.34 1.27 1.22

The worst 5 of 8 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
22 XV 37 | IMG | CM1-N1-C6 | 3.15 121.87 117.55
22 QV 37 | IMG | C5-C6-N1 | 2.74 118.02 113.90
22 XV 37 | IMG | C5-C6-N1 | 2.53 117.71 113.90
22 QV 37 | IMG | CM1-N1-C2 | 2.44 123.25 120.72
22 QV 37 | IMG | C2-N1-C6 | -2.41 118.99 120.95

There are no chirality outliers.

All (4) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
22 XV 37 | IMG | 04’-C4’-C5’-05’
22 XV 37 | IMG | C3-C4-C5-05’
22 QV 37 | IMG | C3-C4-C5-05’
22 QV 37 | IMG | 04’-C4’-C5’-05’

There are no ring outliers.

2 monomers are involved in 8 short contacts:
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Mol | Chain | Res | Type | Clashes

Symm-Clashes

22 | QV | 37 | IMG 6

0

22 XV 37 | IMG 2

0

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 1110 ligands modelled in this entry, 1108 are monoatomic - leaving 2 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).

Mol | Type | Chain | Res | Link

Bond lengths

Counts | RMSZ | #|Z] > 2

Bond angles

Counts

RMSZ | #|Z| > 2

56 SF4 XD 301 4 0,12,12

56 | SF4 | QD | 301 | 4 |0,12,12

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-” means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals

Torsions

Rings

o6 SF4 XD 301 4

0/6/5/5

o6 Sk4 QD 301 4

0/6/5/5

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 2 short contacts:
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
56 QD 301 | SF4 2 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
41 RI 1

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 RI 82:ARG C 83:ALA N 1.18
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

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

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

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

6.3 Carbohydrates (i)

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

6.4 Ligands (i)

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

6.5 Other polymers (i)

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