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Title : Control of ribosomal subunit rotation by elongation factor G
Authors : Pulk, A.; Cate, J.H.D.
Deposited on : 2013-05-03
Resolution : 2.90 A(reported)

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 : 4-5-2 with Phenix2.0
Mogul : 2022.3.0, CSD as543be (2022)
Xtriage (Phenix) : 2.0
EDS : FAILED
Buster-report :  wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics :  20250101.v01 (using entries in the PDB archive January 1st 2025)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 2.90 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 NN I . (2
Ramachandran outliers I 5.3%
Sidechain outliers | I 3.4
RNA backbone I 0 I 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 190562 2690 (2.90-2.90)
Ramachandran outliers 187476 2623 (2.90-2.90)
Sidechain outliers 187428 2625 (2.90-2.90)
RNA backbone 3983 1120 (3.10-2.70)

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 AB 120 68% 24% 7% -
1 CB 120 61% 31% 7% -
1 EB 120 64% 24% 0% -
1 GB 120 38% 52% 9%
2 AC 273 67% 26% 5% «
2 cC 273 67% 25% 6% o

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

2 EC 273 62% 32% o
2 GC 273 64% 20% 5% -

3 AA 2904 59% 32% 7
3 CA 2904 57% 34% Te% .
3 EA 2904 60% 30% Te% .
3 GA 2904 48% 41% To% .
4 AD 209 61% 29% Ta% -
4 CD 209 61% 31% “a% .
4 ED 209 62% 28% 0%
4 GD 209 65% 29% “6%
5 AE 201 67% 25% 7%

5 CE 201 68% 25% “6%

5 EE 201 67% 26% 7%
5 GE 201 52% 42% 5%
6 AF 179 64% 28% 7% .
6 CF 179 67% 27% 5% -
6 EF 179 55% 34% 9% -

6 GF 179 54% 40% “6% -
7 AG 177 63% 27% 8% o
7 CG 177 60% 31% 8%
7 EG 177 58% 34% T6% -
7 GG 177 59% 34% “6% -
8 AH 50 54% 36% 0%
8 CH 50 48% 48% -
8 EH 50 58% 34% Ta%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

8 GH 50 74% 20% “6%
9 Al 142 49% 44% “6% -
9 CI 142 53% 41% 5% o
9 EI 142 56% 37% “6% -
9 GI 142 51% 39% 0% .
10 AJ 142 55% 32% e -

10 CJ 142 60% 27% 1% -
10 EJ 142 56% 30% % .
10 GJ 142 54% 33% BT
11 AK 123 54% 33% 1% e
11 CK 123 58% 30% BT TN
11 EK 123 56% 33% 9%
11 GK 123 58% 35% 7% .
12 AL 144 65% 28% “6% -
12 CL 144 65% 29% 5% -
12 EL 144 62% 31% “6% o
12 GL 144 59% 32% % -
13 AM 136 62% 29% To% -
13 CM 136 62% 29% 8% -
13 EM 136 60% 34% 7%
13 GM 136 68% 26% o

14 AN 127 61% 28% 5% 6%
14 CN 127 65% 26% %
14 EN 127 66% 26% %
14 GN 127 66% 25% %

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

15 AO 117 68% 28% o
15 CcO 117 65% 20% 5% -
15 EO 117 71% 25% o
15 GO 117 56% 41% o
16 AP 115 58% 30% To% o
16 CPp 115 57% 30% 1% e
16 EP 115 56% 20% B L7
16 GP 115 59% 26% %
17 AQ 118 59% 34% “6% -
17 CQ 118 70% 23% “6% -
17 EQ 118 67% 27% 5% -
17 GQ 118 50% 42% "% -
18 AR 103 61% 33% “6%
18 CR 103 59% 34% “6% -
18 ER 103 60% 33% “6% -
18 GR 103 53% 38% To%
19 AS 110 65% 25% % -

19 CS 110 68% 25% “6%

19 ES 110 69% 23% 7% .
19 GS 110 63% 32% 5%
20 AT 100 52% 31% 9% . 1%
20 cT 100 51% 33% % 1%
20 ET 100 47% 35% 0% . 7%
20 GT 100 49% 35% % 1%
21 AU 104 59% 32% 7% .

Continued on

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

Mol | Chain | Length Quality of chain
21 CU 104 71% 22% 5% -
21 EU 104 58% 29% Tw .
21 GU 104 58% 35% 5% -+
22 AV 94 71% 26% o
22 CV 94 69% 29% B
22 EV 94 81% 18%
22 GV 94 76% 23%
23 AW 85 33% 32% 25% 7%
23 CW 85 32% 38% 22% . 7%
23 EW 85 31% 39% 20% 7%
23 GW 85 31% 45% 15% . 7%
24 AX 78 67% 24% 8% -
24 CcX 78 64% 31% o
24 EX 78 54% 36% 9%
24 GX 78 56% 37% 5% -
25 AY 63 56% 41% o
25 CY 63 68% 25% 5%
25 BEY 63 59% 29% BT
25 GY 63 65% 29% 5% -
26 A7 59 49% 39% 0% .
26 CZ 59 54% 29% VT
26 EZ 59 75% 14%  10%
26 GZ 59 51% 39% Te% .
27 A0 57 68% 26% P
27 Co 57 65% 30% e

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

Mol | Chain | Length Quality of chain
27 EO 57 70% 23% R
27 GO 57 74% 23% T
28 Al 55 55% 31% 5% 9%
28 C1 55 60% 27% %
28 E1 55 58% 27% T
28 G1 55 64% 24% %
29 A2 46 70% 26% o
29 C2 46 65% 28% -
29 E2 46 76% 20% o
29 G2 46 63% 28% T
30 A3 65 74% 18% “6% -
30 C3 65 77% 18% o
30 E3 65 71% 22% 5% ..
30 G3 65 55% 38% P
31 A4 38 50% 37% e
31 C4 38 58% 20% e o
31 E4 38 68% 24% 5% .
31 G4 38 71% 18% B T
32 A5 165 22% 38% 22% 8%  10%
32 Ch 165 27% 24% 5% 10%
32 E5 165 24% 35% 23% 6%  12%
33 A6 121 T 1% 75%
34 BB 241 53% 31% “6%  10%
34 DB 241 a7% 37% “e%  10%
34 FB 241 48% 36% “6%  10%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

34 HB 241 52% 34% 0w
35 BA 1542 63% 29% 8% -
35 DA 1542 53% 38% % -
35 FA 1542 58% 34% 7% .
35 HA 1542 48% 43% 8% .
36 BC 233 61% 23% TTTw
36 DC 233 58% 27% %
36 FC 233 60% 24% v
36 HC 233 64% 21% v
37 BD 206 60% 33% 7%
37 DD 206 60% 33% “6%
37 FD 206 57% 38% o
37 HD 206 55% 39% T6%
38 BE 167 54% 32% T 0w
38 DE 167 58% 28% SO 0%
38 FE 167 57% 25% 7% . 10%
38 HE 167 55% 30% 5% 10%
39 BF 135 52% 17% 24%

39 DF 135 42% 27% 26%

39 FF 135 44% 22% 7% - 26%

39 HF 135 40% 31% 26%

40 BG 179 63% 18% I T
40 DG 179 58% 23% I T
40 FG 179 66% 6% . 1%
40 HG 179 50% 33% e

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

Mol | Chain | Length Quality of chain
41 BH 130 63% 32% 5% -
41 DH 130 69% 26% o
41 FH 130 69% 25% 5% -
41 HH 130 62% 33% 5% -
42 BI 130 51% 39% 8%
42 DI 130 56% 37% 5% -
42 FI 130 55% 33% B T
42 HI 130 62% 33% e
43 BJ 103 61% 30% 5%
43 DJ 103 59% 29% “6% - 5%
43 FJ 103 60% 32% TU5%
43 HJ 103 56% 30% 9% 5%
44 BK 129 64% 22% BT
44 DK 129 53% 33% % 9%
44 FK 129 52% 31% e 9%
44 HK 129 34% 45% % - 9%
45 BL 124 64% 29% “6%
45 DL 124 65% 29% 5% 1.
45 FL 124 63% 30% 5% ..
45 HL 124 59% 37% o
46 BM 118 68% 24% 5% .
46 DM 118 62% 30% 5% .-
46 FM 118 54% 39% o
46 HM 118 49% 39% 8%
47 BN 101 54% 34% 7% 5%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

47 DN 101 62% 32% 5%
47 FN 101 56% 34% 5% 5%
47 HN 101 58% 37% 5%
48 BO 89 78% 18% o
48 DO 89 74% 24% -
48 FO 89 73% 24% .
48 HO 89 75% 22% -
49 BP 82 70% 29% .
49 DP 82 65% 30% 5%
49 FP 82 63% 33% o
49 HP 82 70% 30%

50 BQ 84 64% 29% 5%
50 DQ 84 50% 38% “6% - 5%
50 FQ 84 61% 32% TS
50 HQ 84 52% 32% 1% 5%
51 BR 75 52% 21% 27%

51 DR 75 53% 19% . 27%

51 FR 75 63% 11% 27%

51 HR 75 52% 21% 27%

52 BS 92 55% 25% 5% 14%
52 DS 92 65% 21% law
52 FS 92 49% 32% 5% 14%
52 HS 92 46% 36% T
23 BT 87 71% 24% T
53 DT 87 62% 26% 8% .

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

Mol | Chain | Length Quality of chain
53 FT 87 68% 25% 5% .
53 HT 87 69% 23% 5% o
o4 BU 71 31% 34% 7% 28%
o4 DU 71 44% 24% 28%
o4 FU 71 27% 35% 10% 28%
54 HU 71 37% 34% 28%
95 BV 704 66% 26% “6% - -
95 DV 704 64% 28% 5% v .
55 FV 704 66% 27% B
55 HV 704 68% 25% 5% .
56 BW 6 17% 67% 17%
56 DW 6 17% 67% 17%
56 FwW 6 17% 33% 50%
56 HW 6 33% 67%

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 | KBE BW 1 - X - -
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2 Entry composition (i)

There are 60 unique types of molecules in this entry. The entry contains 592086 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 5S rRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AB 118 ggt;;l 11026 4124 8(2)1 1P1)8 0 0 0
1 CB 118 ggtzzl 11%6 41(\;4 8(2)1 1P1)8 0 0 0
1 EB 118 2(5);?)1 11026 41(\314 8(2)1 1P1)8 0 0 0
1 GB 118 gg;zl 11026 41(\SI4 8(2)1 1P1)8 0 0 0
e Molecule 2 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 | AC M| o 1ass 4 %04 7 0 0 0
2| C M| o 1ass 4 %04 7 0 0 0
2| EC M| o 1 a2 w04 7 0 0 0
2| &C M| o 1 4 %04 7 0 0 0
e Molecule 3 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AA 2854 ;O;?i 27(3]34 1 11§79 19(8307 28%4 0 0 0
3 CA 2854 6Tlo2tséll 27(3]34 1 11;179 19(507 2;4 0 0 0
3 EA 2854 ;0;?31 27(3]34 1 11579 19(2307 2;;4 0 0 0
3 GA 2854 gIOZt?éll 27(3]34 1 11579 19(2:3)07 2;54 0 0 0
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e Molecule 4 is a protein called 50S ribosomal protein L3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR Y Y HEEEEE
4 CD 209 r‘1Fgga51 9?9 21;18 284 KSL 0 0 0
4| BD 00| 108 o7 oms 20 4 0 0 0
1] 6D 00| 108 o7 oms 201 4 0 0 0
e Molecule 5 is a protein called 50S ribosomal protein L4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
g AE 201 ?gt;;l 9(7]4 21;;3 28() ? 0 0 0
g CE 201 ?ggzl 9?4 215\;3 28() ? 0 0 0
g B 201 r‘lrgt;;l 934 21;13 28() ? 0 0 0
5 | GE 01| 05 ori o a0 3 ¥ 0 0
e Molecule 6 is a protein called 50S ribosomal protein L5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 AF 1 ?Ztl?)l 839 214\119 2(5)6 g 0 0 0
6 CF 1 ?Zi%l 839 214\1]9 2(5)6 g 0 0 0
0 EF 1 ?Ztlé(%)l 839 214\1]9 2(5)6 2 0 0 0
0 GF 1 rthlE(L)l 839 214\1]9 2(5)6 2 0 0 0
e Molecule 7 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
7 AG 176 ?ggl 8?2 214\113 226 2 0 0 0
7 ¢G 176 ?gt;;l 8?2 214\1]3 2(26 2 0 0 0
7 EG 176 ?gt;;l 8?2 214\1]3 2(26 2 0 0 0

O RLDWIDE
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Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

7 GG 176 Tl‘ggzl 8?2 214\1]3 2(26 2 0 0 0
e Molecule 8 is a protein called 50S ribosomal protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T HIEEEE
IR T K
IR T K
IR K

e Molecule 9 is a protein called 50S ribosomal protein L11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
9 Al 141 rfgg;l 6(531 11;19 1(9)6 E 0 0 0
9 = 141 1;8?’)&21 6?1 11;19 186 2 0 0 0
9 El 141 1;8?3&21 6?1 11;19 186 2 0 0 0
9 GI 141 ?8?;;1 6?1 11;19 186 2 0 0 0

e Molecule 10 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
10 AJ 142 ?‘it;;l 7(;4 21112 1(9)9 ZSL 0 0 0
10 CJ 142 rf(it;;l 7?4 21112 1(9)9 ZSL 0 0 0
10 EJ 142 rf(it;;l 7(1]4 211]2 189 ZSL 0 0 0
10 GJ 142 rf(it;;l 7(114 21112 189 ésl 0 0 0

e Molecule 11 is a protein called 50S ribosomal protein L14.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 122 1;0; ; 1 5;17 115\310 125 2 0 0 0
1 CK 122 TQO?f g 1 5;37 115\310 1((?5 2 0 0 0
1 EK 122 T903t g 1 5?7 115\310 1%)5 2 0 0 0
1 GK 122 Tf;oiit g l 5?7 115\310 1((?5 2 0 0 0

e Molecule 12 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 AL 143 11?85121 65139 21(\)16 129 ? 0 0 0
12 CL 143 1;851&51 65139 21(\)16 129 ? 0 0 0
12 EL 143 1;851&51 65119 21(\)16 129 ? 0 0 0
12 GL 143 ?8?51 629 21(\)16 129 ? 0 0 0

e Molecule 13 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 AM 136 r{gt;ll 6?6 21(\JI5 1(7)7 g 0 0 0
13 CM 136 ?8?41 636 21(\315 1(’?7 2 0 0 0
13 EM 136 rfgt;jxl 6?6 21(315 1?7 2 0 0 0
13 GM 136 llﬂgt;il 6;]6 21(\315 1?7 2 0 0 0

e Molecule 14 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 AN 120 goggl 533 115\)16 1(6)6 § 0 0 0
14 CN 120 1;)06%‘1 533 112\)]6 1((?6 § 0 0 0
14 EN 120 gofitgl 553 112\)16 1(6?6 § 0 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

14 GN 120 Tf;ofitg l 533 115\916 1((?6 ? 0 0 0
e Molecule 15 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 AO 116 1;30{;;1 5(532 11;18 122 0 0 0
15 €O 116 T8O9t;1 5(532 11;18 1((?2 0 0 0
15 EO 116 T809t;CLl 5?2 11;18 1%)2 0 0 0
15 GO 116 T;BOQt;l 5?2 11;18 1((?2 0 0 0

e Molecule 16 is a protein called 50S ribosomal protein [.19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 AP 14 goilt? 1 5(734 11;19 1((?3 ? 0 0 0
16 cP 14 T901t? 1 5(734 11;19 123 ? 0 0 0
16 EP 14 golt? 1 5(714 11;19 123 ? 0 0 0
16 GP 14 T901t;L 1 5?4 11;19 1C6)3 ? 0 0 0

e Molecule 17 is a protein called 50S ribosomal protein L20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
7 AQ 17 goi? 1 6%4 115\)12 1(531 0 0 0
T cQ 17 goi? 1 6%4 1132 1(5)1 0 0 0
7| EQ 17 1;)04? 1 6%4 11;)12 1(5)1 0 0 0
T 6Q 17 T904t? 1 6%14 11§2 1?1 0 0 0

e Molecule 18 is a protein called 50S ribosomal protein L21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s ) AR |3 g g s a | 0 | 0 |0
O L L
s ) BR |13 | e g g s a | 0 | 0 |0
s | GR |3 | e g g s a | 0 | 0 | 0
e Molecule 19 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 AS 110 1;30;?1 5§2 11;5]6 1(5)6 § 0 0 0
19 3 110 1;30;?1 522 11;5]6 1?6 § 0 0 0
19 ES 110 1;30;?1 5§2 11;5]6 1?6 2 0 0 0
19 GS 110 T805t;Ll 5§2 11;5]6 1C5)6 2 0 0 0
e Molecule 20 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 | AT w N e e o | 0 | 0|0
0| e | W N e e s o O | 0 |0
0 | BT | 8 N e e o | 0 | 0 |0
0| 6| 8 | N e e o 0 | 0 |0
e Molecule 21 is a protein called 50S ribosomal protein [.24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 AU 102 1;();;1 432 114\116 121 0 0 0

21 CU 102 T7O7t5Ll 432 1126 121 0 0 0

21 EU 102 1?;;31 452 1126 121 0 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

21 GU 102 T;);gl 432 114\116 1(21 0 0 0
e Molecule 22 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 | AV o 5 a0 137 131 3 0 0 0
22 cv o4 T7O5t§ 1 4(739 112\’)17 1(?34 2 0 0 0
22 EV o4 T705t§L 1 4?9 112\;7 1?’))4 2 0 0 0
22 GV o4 T705t§L l 4?9 11§7 1(34 § 0 0 0

e Molecule 23 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HIEEEE
alov | m | e T 0 [ 0 [
IR N ERE
a o] m | o 0 [ o |

e Molecule 24 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 AX [ 1;502? 1 338 11;19 1(86 g 0 0 0
24 X [ rl;)‘02t5a 1 3?8 11;19 1(86 g 0 0 0
24 EX [ rl;)’02t5a 1 3;38 11;19 186 2 0 0 0
24 GX [ 1;)’02? 1 338 11;19 186 g 0 0 0

e Molecule 25 is a protein called 50S ribosomal protein [.29.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
25 | AY 63 T;Otg“l 3(133 91\; 9% 2 0 0 0
25 | Oy 63 o N 0 0 0
2% | EY 63 Tl N 0 0 0
2% | GY 63 Tl N S 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2% | AZ 58 IES‘I le é\; % g 0 0 0
2% | CZ 58 i)ig“l 2;31 é\; % 3 0 0 0
2% | EZ 58 1:;);31 le é\; % 3 0 0 0
% | GZ 58 SRR 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 | A0 56 1};21 259 é)i g()) f 0 0 0
27 | €O 56 IEZI 2(639 912 g()) ? 0 0 0
27 | EO 56 IEZI 2(639 912 g) f 0 0 0
27 | GO 56 iﬁ“l 2(639 912 ;2) f 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 | Al 50 1}531 2%33 ;\15 ;)1 0 0 0

28 | C1 50 1}531 253 ;\15 701 0 0 0

28 | E1l 50 1}531 2(633 ;\15 701 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 | Gl 50 ol 2 N D 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
3 A3 04 T5O()téiLl 3(2]3 11(\)15 21 g 0 0 0
3 3 04 T5O()téiLl 3(233 11(\)15 21 3 0 0 0
30 k3 04 T500téiLl 3(233 11(\)15 21 2 0 0 0
3 G3 04 T50(§jl 333 11(\)]5 704 EQ; 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

e Molecule 32 is a protein called 50S ribosomal protein L10.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 A5 148 llﬂ(itla%l 7(035 112\)16 289 ? 0 0 0
32 5 148 ?(itla%l 7(015 115\916 2(89 g 0 0 0
32 E5 145 ?igil 636 115\;3 2%)5 ? 0 0 0

e Molecule 33 is a protein called 50S ribosomal protein L7/L12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 34 is a protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
34| BB 28| 0 w08 a5 sn 7 0 0 0
34 bB 218 ?;gjll 1(%1 31(\)I5 3(1)1 g 0 0 0
34 B 218 qu(;gjll 10081 31(\)I5 3(1)1 ? 0 0 0
34 HB 218 ??E)Zl 10081 31(\)I5 3(1)1 g 0 0 0

e Molecule 35 is a RNA chain called 16S rRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BA 1533 ?goggé 14%]71 6(1)\;)6 10%)55 1523 0 0 0
35 DA 1533 ;;Oggé 14%]71 6(1)\;6 10(6)55 15P?>3 0 0 0
35 FA 1533 ;;O;;é 14%]71 6(1)\5136 10(6)55 1;333 0 0 0
35 HA 1533 Z;goggé 14%71 6(1)\;6 10(6)55 1523 0 0 0

e Molecule 36 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

36 BC 206 1112;11 1OC28 31(\)15 2(8)8 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 be 206 ?égzl 10%8 31(\)I5 228 g 0 0 0
36 FC 206 ?égzl 1OCQS 31(\)I5 228 g 0 0 0
36 HC 206 ?()jt;il 1(?28 31(\)15 228 g 0 0 0

e Molecule 37 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 BD 205 ?(())’Eg)l 1(?26 311]5 288 ZSL 0 0 0
37 bD 205 ?2’51?31 10026 311]5 288 ZSL 0 0 0
37 FD 205 ?251?31 1OCZ6 311]5 288 ZSL 0 0 0
37 HD 205 ?‘égl 1(?26 311]5 288 ZSL 0 0 0

e Molecule 38 is a protein called 30S ribosomal protein S5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 BE 150 111(;8351 6§7 21111 281 2 0 0 0
38 DE 150 ?iggl 6§7 21111 2%)1 2 0 0 0
38 FE 150 ?igzl 6§7 21111 2%)1 2 0 0 0
38 HE 150 ?igzl 6§7 21111 2(31 2 0 0 0

e Molecule 39 is a protein called 30S ribosomal protein S6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 BF 102 20;;1 5(235 1?0 120 s 0 0 0
39 DF 100 golt? 1 5(135 114\118 128 ?5 0 0 0
39 FE 100 T801t;L 1 5(135 114\118 128 2 0 0 0
39 HE 100 T801t;L 1 5?5 114\118 151)8 2 0 0 0
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e Molecule 40 is a protein called 30S ribosomal protein S7.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
40 BG 1ol ?i;?l 7?5 21;17 2(1)5 ZSL 0 0 0
40 DG 1ol r‘1&;:3&11 7?5 21;17 2(1)5 ZSL 0 0 0
40 FG 1ol ’f(igall 7(?35 2217 2?5 ZSL 0 0 0
40 HG 1ol ’f(i;l 7(;5 2217 2?5 i 0 0 0

e Molecule 41 is a protein called 30S ribosomal protein S8.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 BH 129 Tf;o;gl 6(136 11;13 1(5?4 2 0 0 0
H bH 129 go;gl 6?6 11;13 1(5?4 2 0 0 0
H FH 129 go;gl 6?6 11;13 1(8)4 2 0 0 0
H HH 129 TS;O?tgl 6?6 11;13 124 2 0 ¥ ¥

e Molecule 42 is a protein called 30S ribosomal protein S9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
42 Bl 127 ?8;;1 6?4 21(\)16 1(7)9 g 0 0 0
42 DI 127 ?())t;;l 6?4 21(316 1(7)9 2 0 0 0
42 Fl 127 ?())t;;l 6?4 21(316 1(7)9 2 0 0 0
42 HI 127 ?());azl 6?4 21(\)16 1(7)9 2 0 0 0

e Molecule 43 is a protein called 30S ribosomal protein S10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 BJ 98 T708t 2 l 453 1?0 151)2 ? 0 0 0
43 bJ 98 T708t 2 l 433 1120 122 ? 0 0 0
43 FJ 98 T708t g l 433 1120 122 ? 0 0 0

O RLDWIDE

PROTEIN DATA BANK

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 HJ 98 T;)St g l 433 1120 1(22 ? 0 0 0

e Molecule 44 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 BK 17 1;30;?1 55110 11;14 120 § 0 0 0
4 DK 17 T807t;Ll 55130 11;14 1((?0 2 0 0 0
4 FK 17 T807t;Ll 520 11;14 120 2 0 0 0
4 HK 17 T;BO;?I 520 11;14 1((?0 2 0 0 0

e Molecule 45 is a protein called 30S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 BL 123 T;O; 5a l 530 1136 1((?5 ésl 0 0 0
45 bL 123 T905t 5a 1 550 112\)16 125 ASL 0 0 0
45 FL 123 1;)0; 5a 1 5;30 115\916 125 LSL 0 0 0
45 HL 123 T905t 5a 1 530 115\9]6 1C6)5 LSL 0 0 0

e Molecule 46 is a protein called 30S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 BM 1 1;%0; ?&: 1 5536 11;18 1(;6 § 0 0 0
46 bM 14 1;%08t ?&: l 526 1158 1(5)6 § 0 0 0
46 FM 14 12308t ; 1 5(436 11;18 126 § 0 0 0
46 HM 14 rl;308t ; 1 55116 11;18 1?6 § 0 0 0

e Molecule 47 is a protein called 30S ribosomal protein S14.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 BN 96 T7O7tj 1 4;]3 1120 128 § 0 0 0
47 DN %6 T7O7tj 1 4;33 11;5]0 1(2)8 2 0 0 0
47 FN 96 T7O7téiL 1 4§3 1210 1C2)8 2 0 0 0
47 HN 96 T707t4iL l 433 11(\SIO 1(2)8 § 0 0 0

e Molecule 48 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 BO 88 T701t4iL l 4?9 1124 1(??0 ? 0 0 0
48 bo 88 T701t4iL 1 4§9 114\114 120 ? 0 0 0
48 FO 88 T701téiL 1 4§9 114\114 120 ? 0 0 0
48 HO 88 T;)ltj 1 4§9 114\114 120 ? 0 0 0

e Molecule 49 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
49 BP 82 Igioéltgl 4%6 11;18 1(1)4 ? 0 0 0
49 bp 82 Tgioéltgl 4%6 11;18 1(1)4 ? 0 0 0
49 FP 82 rlgioéltgl 4%6 11;18 1?4 ? 0 0 0
49 Hp 82 1;50;31 4%6 11;18 1(1)4 ? 0 0 0

e Molecule 50 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o BQ 80 rl;ioéf ; 1 4?1 11;11 1(1)3 § 0 0 0
o bQ 80 r1;504t ; 1 4(le 11;]1 1(1)3 § 0 0 0
o FQ 80 rl;ioélt g l 4?1 11;]1 1(1)3 § 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
501 HQ 80 T(;oig 1 4(111 11;11 1(1)3 g 0 0 0
e Molecule 51 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51 | BR 55 1:;);58“1 2;38 81\2 51 0 0 0
51 | DR 55 o~ . 0 0 0
51 | FR 55 o~ . 0 0 0
51 | HR 55 o~ . 0 0 0
e Molecule 52 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T H R
IEEFF YT HEEEEE
IR T HEEEEE
2 | WS | W | G s o qora | 0 | 0 |0
e Molecule 53 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
@m | « WO N o
IEERF T HEEEEE
IRERF S HEEERE
53 HT 85 1;506? 1 4(131 112\’)17 1(1)4 § 0 0 0

e Molecule 54 is a protein called 30S ribosomal protein S21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

e Molecule 55 is a protein called Elongation factor G.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
g BV 690 nglzl 3?%9 9150 1(%1 285 0 0 0
g bv 689 nglaol 3??66 911]9 1(%0 285 0 0 0
g bV 689 ggflaol 33%6 911]9 1(%0 285 0 0 0
g Hv 689 ngl?)l 33%6 911]9 1(%0 285 0 0 0
e Molecule 56 is a protein called Viomycin.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

5 | BW 6 thgal 205 i\; 3) 0 0 0

5 | DW 6 thgal 2% i\; 1% 0 0 0

5 | FW 6 thgal 205 i\;, 1% 0 0 0

56 | HW 6 TZ?I 205 iﬂ) 1% 0 0 0

e Molecule 57 is MAGNESIUM ION (CCD ID

: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | AB 4 Total - Mg 0 0
4 4
57 | AC 1 Toltal N{g 0 0
Total Mg
57 AA 136 136 136 0 0

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

57 | AE | Toltal N{g 0 0

57 | A4 | Toltal N{g 0 0
Total Mg

57 | BA 40 o a0 0 0

57 | BE | Toltal N{g 0 0

57 | BN | Toltal N{g 0 0

57 | BU | Toltal hgg 0 0

57 | BV | Toltal N{g 0 0
Total Mg

57 | OB 4 PR 0 0
Total Mg

57 | CA 136 6 136 0 0

57 | CE | Toltal N{g 0 0

57 | CN | Toltal N{g 0 0

57 | 4 | Toltal hﬁg 0 0
Total Mg

57 | DA 43 PP 0 0

57 | DV | Toltal l\gg 0 0
Total Mg

57 | EA 137 e 0 0
Total Mg

57 | EB 4 PR 0 0

57 | ED 1 Toltal l\gg 0 0

57 | EE 1 Toltal l\gg 0 0
Total Mg

57 | FA 39 20 0 0

57 | FE 1 Toltal l\gg 0 0

57 | FN 9 TOQtal hgg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | FU | Toltal N{g 0 0
57 | FV | Toltal N{g 0 0
57 | GB 4 Total - Mg 0 0
4 4
Total Mg
57 | GA 136 a6 136 0 0
57 | ae 9 Total - Mg 0 0
2 2
57 | QL | Toltal hgg 0 0
Total Mg
57 | HA 11 o 0 0
57 | HE 1 Toltal N{g 0 0
57 | HK 1 Toltal N{g 0 0
57 | mv | Toltal N{g 0 0

e Molecule 58 is ZINC ION (CCD ID: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
58 | A4 | Total Zn 0 0
1 1
58 | 4 | Total~ Zn 0 0
1 1
58 | E4 | Total - Zn 0 0
1 1
58 | G4 | Toltal Zln 0 0

e Molecule 59 is PHOSPHOMETHYLPHOSPHONIC ACID GUANYLATE ESTER (CCD
ID: GCP) (formula: C11H18N5013P3).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | BV 1 Tg;al 1C1 g 1% E 0 0
5 | DV 1 Tg;al 1(31 1; 1% 1; 0 0
5 | PV 1 Tg;al 1C1 1; 1% 1; 0 0
5 | HV 1 ngal 1C1 1; g 1; 0 0
e Molecule 60 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | AB 18 T(l)gal 1% 0 0
60 | AC 6 Togal 2 0 0
60 | AA 614 1%0521 6(1)4 0 0
60 | AD 4 Toial 2 0 0
60 | AE 1 Toltal c1> 0 0
60 | AF 1 Toltal (1) 0 0
60 | AJ 1 Toltal (1) 0 0
60 | AL 5 Togal (5) 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
60 AN 2 9 9 0 0
60 | AP | Toltal (1) 0 0
Total O
60 AQ 2 5 5 0 0
60 | AS | Total - O 0 0
1 1
Total O
60 A0 2 5 5 0 0
60 | A2 1 Total - O 0 0
1 1
60 | A3 1 Total - O 0 0
1 1
60 | A4 1 Total - O 0 0
1 1
Total O
60 BA 202 202 202 0 0
60 | BL 1 Total - O 0 0
1 1
Total O
60 BN 2 9 9 0 0
Total O
60 BT 2 9 9 0 0
60 | BV | Toltal (1) 0 0
Total O
60 CB 21 91 91 0 0
Total O
60 CA 607 607 607 0 0
Total O
60 CC 8 3 3 0 0
Total O
60 CD 3 3 3 0 0
60 | CE 1 Total = O 0 0
1 1
Total O
60 CJ 2 9 9 0 0
Total O
60 CL 5 5 5 0 0
Total O
60 CN 2 5 5 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | CQ | Toltal (1) 0 0
Total O
60 CsS 9 A 0 0
Total O
60 | CT 9 A 0 0
60 | CU | Toltal (1) 0 0
60 | Co | Total O 0 0
11
60 2 1 Total O 0 0
11
60 C3 1 Total O 0 0
11
Total O
60 C4 9 Ty 0 0
Total O
60 | DA 186 %6 186 0 0
Total O
60 | DC 9 A 0 0
60 | DD 1 Total O 0 0
11
60 | DE 1 Total O 0 0
11
60 | DG 1 Toltal (1) 0 0
60 | DK 1 Toltal (1) 0 0
Total O
60 | DL 9 A 0 0
Total O
60 | DN 8 A 0 0
60 | DQ 1 Toltal (1) 0 0
Total O
60 | DT 4 P 0 0
60 | DU | Total - O 0 0
11
60 | DV | Toltal ? 0 0
Total O
60 | EA 610 S0 610 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
60 EB 18 18 18 0 0
Total O
60 EC 9 9 9 0 0
Total O
60 ED 3 5 5 0 0
Total O
60 EE 2 9 9 0 0
Total O
60 EL 4 4 4 0 0
Total O
60 EN 3 3 3 0 0
60 | ER | Total - O 0 0
1 1
Total O
60 ET 2 9 9 0 0
Total O
60 EV 2 9 9 0 0
60 | EO 1 Total - O 0 0
1 1
60 | 2 1 Total - O 0 0
1 1
Total O
60 E3 2 9 9 0 0
Total O
60 E4 2 9 9 0 0
Total O
60 FA 197 197 197 0 0
60 | FC 1 Total - O 0 0
1 1
Total O
60 FE 2 9 9 0 0
Total O
60 FN 3 3 3 0 0
Total O
60 FT 4 4 4 0 0
60 | FU | Total - O 0 0
1 1
60 | FV | Total - O 0 0
1 1
Total O
60 GB 19 19 19 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
60 | GA 606 06 606 0 0
Total O
60 | GC 10 0 10 0 0
60 | GD 3 Total O 0 0
3 3
Total O
60 | GE 9 A 0 0
60 | GJ | Total O 0 0
11
Total O
60 | GL 4 Ly 0 0
Total O
60 | GN 4 L 0 0
60 | GQ 1 Toltal (1) 0 0
Total O
60 | GR 9 S 0 0
Total O
60 as 9 )y 0 0
60 | GU 1 Toltal Cl) 0 0
60 | GV 1 Toltal (1) 0 0
Total O
60 Q2 9 S 0 0
60 a3 1 Total O 0 0
11
60 G4 1 Total O 0 0
11
Total O
60 | HA 193 03 193 0 0
Total O
60 | HD 3 S 0 0
Total O
60 | HE 3 S 0 0
Total O
60 | HN 7 S 0 0
60 | HQ 1 Toltal ? 0 0
60 | HT ! Toltal (1) 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | HV | Toltal (1) 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: 5S rRNA

Chain AB: 68% 24% 7% -

Lol ] o~ © o 0 N oMl o< wEl- I, oMo N m B~
™ - Il N NN 2] M M S e} 0 0 © N~ S
O O o o (SRS o oo oo« o =) o o<

e Molecule 1: 5S rRNA

A104
G106
G107
A109

*

AT8

Chain CB: 61% 31% 7%

o wn o o < [S] © N~ 0 O M < o ll— ol 0 oo ¢ o o — o < ©
el w © Rl — [ ™ M mmmon & S S w w0 wn wn l\g N~ © 0 oo} D
o =) o < O oo (=33 oo« OO << o< < < < < O S B o o

e Molecule 1: 5S rRNA

G20
C30
G56

Sy
HcomHo N
<

A99
A109
G116

Chain EB: 64% 24% 10% -
mS S
&g
e Molecule 1: 5S rRNA
Chain GB: 38% 52% 9% .

G13
U14
A5
G16
|
G20
G21
Su22
23
oG24
U25
|
A29
S ceo
Cc31
U32
|
C35
|
U40
G41
Cc42
C43
Ad6
ocar
U48
c49
A50
G51
L As2
A53
G54
L Uss
G56
A57
A58
A59
C60
|
C63
G64
U65
A66
|
G69
C70
|
A73
|


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

wwPDB X-ray Structure Validation Summary Report 4V90

Page 37

in L2

508 ribosomal protei

e Molecule 2

5%

26%

67%

Chain AC

9TTh
STTI

TT1V

7011

*

S6A
761

1

984

v8d

6.4

SLV

TLQ

69N

9TA

V1H

(45!

8ECTN

L}

9ged
SN

S02H

€0CA

8614

LBTY

V6TA

S8TV
7814

28TA

08TH
6.L74

3

SLTT

TLIL
TLIA

+

€971

SSTH

€971
TSTH

0STD

EVIA
CHIN

6211

921D

4958

T2V
0z1a

811D
L11S

0.L24
6924

L9CA

§924

A4S

eista
vse
0szd

LvTh
9¥ed

Tved

in L2

50S ribosomal protei

e Molecule 2

6%

13

25%

67%

Chain CC

€071

86D

S8N
78d

Z8A

081

)
~
<

Iml
~
H

TLQ

69N

79N

294
6sb
671

47\
EVN

LES
9EN

€€1
8¢d

{44

0ZN

8TA
LA
9TA

VTH

2!

LETY
eioracs
veTH
€ETH
9¢ed
STTN
j1443)
0zey

erey

SYIN

CYIN

TETW

6211
8CTL

€211

12444
0z1a

9TTh
STTI

90Td

50S ribosomal prote

L2

11

e Molecule 2

32%

62%

~ o
g .
v o

Chain EC

0LX
69N
894

7oA

oo
0 Q
c ﬁI

o e o [l )
& < o 0 0 0
== B =) oo

0
"
£

®
™
)

Ted

o)
N
2

© o
- N
= 2%

1

VTH

0
O

S61D

*

T611
0671

88TYH

7814

28T

6.14

9.L14
SLTT

CTLIL
TLIA

891D
L91Q
9974
€971

T9TA

[434i]

VTN

CETH
6211
921D
1244
0zTa
6TTA

€11a

907d

00TH

veed
€ETH

TECH

50S ribosomal prote

6CCH

SN
494

(4548
S0ZH
021
€0CA

8674
L6TY

L2

11

e Molecule 2

5% «

29%

64%

Chain GC:

j230)
€T1a

801D

COTA

261

6.4

TLQ
0L%
69N
894

{41}

65D
8G9y
LSH

0S1
671
8¥vI
L7d

142\
EVN
(4!

CTA

CETH

LezA

i

144

j3443)
0gey

STCA

£02A
cocy
1027
00ZI

86T
LBTV

S6T1D
v6TA

88TYH
813
€8TA
28T

9LTH
SLTT

€LTT
CTLIL

0LTX

99TH

7o1TA
€971

TSTh

67TH

EVIA
[4743\¢

6211
8CTL

9C1H

iZ45:

1344
0zTa

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 38

: 23S rRNA

e Molecule 3

7%

32%

59%

Chain AA

L0719

3

0070

86D

96D

S8D

£8Y

18D
089

9.0

iZA 4

TLY
0Ld
69D
89D

(4

L

86D

19D

8EV

SED
ven

®
m
O

STD

110
otV

912V
ST2D
S02H

102D

66TV

96TV

681D

19TV

67TV

LYTD
Al

Iy
€710
(474414

0%10

LETN

SETN

€eTn
(435
TETV

LeTv
9CTV

601D
801D

L1€D
91€0
ST€D

TTEY
0TEY

80€D
L0€D

€82H
[4:144

S.2d
.20

STPV

(4544

Ll

T6EV

88€D

S8€0
v8evy
€8€0
{444

i

TLEY
0L€D

S9€N
%9¢€d
£9€D

LS€D
9G€D
SGeEN

€G€0

6ven
8YEY

veev
€2CED
(4444

€€SD
CTESY
T€80

92sv
€250
615N
819D
L19D

[as:h)
TS0

6050

€0SY
oSy

SS%0

£57Y

LYYV

44

i

€ThY
(444

0z¥o
61¥N

T2oV

919V
sTon
719V
€19V

809V
090

709D
£09Y

169D
v6sn
€630
268y

L850

1

28sY
7850
08sn
6.5D
815D

9,80
S8V
VLSV

TLSY

045D
995N
$950
7950
€95V
655D

9G5SV
§5SD

6%9D
8%3D

feiasil
¥¥s0
€%5D
0%S0
8ESY

SESD

0ELY
6TLD
8TLD

9T.LD
STLD

TTLY

£69Y

€590

TS99

0590

8%9D

6€90

9€9D
S€9D

EE9V

0€8D

8z8Nn
4280

€280
czT8d
Tesv
0z8Y

818D

2180
1180

608D

508D
708V
€080
208Y

008Y
66.D

T6.LY

ceLY

8€6D
LE6D
9g6Y

cesn

1

€269

1680

968D

678V
8%8D

S8y

T%8D

6€80

SE8D
€80
€E8Y

i£4us)
€20T0

1201V

61010

636V

8¥60
Lv6Y

Svev

176V

20110

8601V

9601V

76010

T601D

S80TV

6.L0T0

LLOTY

9.0T0

7.L0TD
€LOTY
C¢LOTD
TLOTD

90TV

901D
€90TD
290TD
79010

650TD

LSOTY

€50TD

TS0TD

L%01D

%01

€€0TN

T€0TD

8201V
L20TY

S20TD

S6TTD
V61TV

68TTV
88T1N
L8TTD

#8110
€8TTN
28TTD
18110

6LT1D
8LT1D

+

9.110
SLTTV
V.10

TLTTD
04110
69TTV

19110
09TTH

SSTTY
¥ST1D
€ST1D

0STT1D

F

win
0%110

8ETTH

EETTY
2ETTIN
TETTH

62TV

7435

€170

OTTTD

LOTTD
90TTH

STETO

cIeTN

60€TD

862TD

06210

88CTD

LLTTD

€L2T0
cLTTY
1,219

69CTV

ovZIn
6ECTD

€ETTO

2eTTd

veein
€2CTD

61210

voz1v
€02TN

66TTN
86TTN
LBTTD

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 39

1442
momﬁ<
86€TD
L6ETN

S6ETY
v6ETN
E€6ETY
Nmmﬁ<
LBETY
98ETD
S8ETV

E€8ETY

T8ETD
08ETD

TLETD

89€TD

99€TY

6SETY

E€GETY
TSETN

6YETD
8¥ETD

7veTn

cYeTY
TYETD
0%ETN

8EETD

9EETY

CEETD

0€ETD

+

8CETY
LTETY

YZETD

cTETY

LIETD

STSTV
V1STD

Y0STVY

S67TV
vevIv
€671D

18710
98710
98710

6.LYTD
8L¥1D

9.¥1n
SLPTD
whmﬁb
mwmﬂ<
99710
S9%1D

TS%10
0S¥TD

4445
€VPIN
(44491
15445

6EVTY
8EYTIN
LEVTD

SEYTD

(444 4
(15444

LIV
9T¥1D
STPIN
4542

8€9T0

LT9TD
9291V

(4425

8191V
L1910

R

ST9TD
YI9TVY

70910
€091V

CE
€6STV
CTBSTO
T6STV

885TD
L8STD

€831V
283D
T8STHD
08STV
6LSTY
8.STN

TLSTY
TLSTV

L9STD
99STV

€GSTY

€¥31D
TysIn

LESTD

€251

€GLTD

0S.LTD

8%.L10
PAZAN

62L10

3
3

TTLIV

L3

SOLTY

€0LTD

2691N
16910

98910

891D

891D

6L9TV

LLOTY

6991V

991N

83991D

SS9TV
Y891V
€991
TS9TY

6%91D
8%91n

L

€¥9TD

F

8¢8TH

%281

0z81N

818TN
L18TD

ST8TY
71810
€181

T181D

L08TH

S08TV

€081V
08TV
T08TV
008TD
66.LTD

hmmﬁu
T6.LTY
06.L1D
68LTY

98LTY

¥8L1V
€8LTV

6.L.T0
8L.10

CTLLIY

0LLTD

¥9L1D

€9.1D

T9L1D
09470
6SGLTY
8G.T0
LSLTY

wSLIV

9961V

€9670

0967V

8G6TD
LS6TD
9G6TN
SG6TN

9v6TN
SY61D

EV61N
Y610

0v610

9E6TY

-

626TD

L26TY

ST6TN

90619
S06T1D

e

€810

898TD
L98TD

%9810

898TY

€7810

6€8TD
8E8TD

€€8TD

6902D

90TV
1902
0902V
650CY

LS02D

SS5020

€3802D

8%02D
L02D

+

91020
ST0CTY

11020

90020

866TV

L66TD
96610

-

661D
16670

€861D

086TD

TL6TD
TL6T0

896TD

0ST120
6v12n
8¥1CH
PA4%4

012D
6€TZN
8€TTH
LeT20

L0TZD
90T2N

€012D

7602V

602N
160D

S.020
¥.020

TL0TV
0.0V

0€TTH

922TO
k1444

¥1220

otrzen

702ZH

cozen
1022

6612V

Leten
96120

v612n

9812
S8T2N

€8TCY

78120

LST2D
9S12ZH
ssT2n
vSTey
€ST2D

8120

80€TH
LOETD

soezn

862CY
Lezey

6822H

¥8cey

L

6.22D
8.LTey
YNka4)
9,229

vLcey

6922
892eV

cozen

639N

0S¢ed

Lveey

6€TTD
8€TTD

CETTO

LEVTD
9€VTD
SeEVTY

0EVTY
62¥CD

1292

j4444)

ﬂNMNc
g ﬁ“ﬂo
[57243)
60%2D
80¥en
L0vey

S0%ZH

€0¥2D
Nommb
€6€2N
Nm“m«

68€CH

18€2n
98€TY
G8ETD

€8€TD
|
€LETD
|
G9€TD
|
T9ETH
|
GS€ETH
| veee
€9€TH
(414 4

oveTy
Sbeed
vveen
eveen

LEETD

SEETY

§552n
75520

¢ssen

8¥sen
LySey

¥¥92d
€%92D
[474°14 4

8€92D
Lesen

£egen

6252D

LTsed
9zsed

8T5ey
L1520
915eY

L0S2D
9052n
§052D
70920

00820
66%2D
86%2D

zeven

L

98%2D

[4siz4

6,720
8L¥CV

9L%CV

0L%2D
69%CV

L9%2d

F

Ly¥ed

Tvhen
o¥¥ed

1592V

05920
6%92D

L¥92n
8€92D
L€92n
9€92D
6292n

61920
8192D

9192D
S1920

£€7920

11920

60920
80929
10929

i

2092V
10920

mmﬂwo
mm“mo
Nmmmo
wwﬂmo
§852n
v8sen
€892
¢89CH
T7852H
08szn
wnﬂwo
wnﬂnc
€.L92D
LSy
~NMN=
L952D
9952V

vosey

85520
PAsE143)

Ly.LTD
ovLen
S¥.L2D
¥v.L2D
€vlen
[42X43)

ovLey
€ELTY
8zLen

LeLey
9T LTV

veLen

0zLen

91,20

0T.L2D

L0len

20.L2D
T0.20

66920
86920

06920
68920

18920

S892D

£€892D0

0892n
6.L92Y
81920

9,920

v.,92D

TL92D

S992V

€992
299Ty
T992H
0992V

8982V

L

€982D
982D
79820
0982Y

€582D
258829

L¥82n
9%82D
s8N

6€82D
¥28ed

£T8eY
2T8TH

0z8ey

R LDWIDE

8182Nn

v082n
£082D

66,2V

96,20

6,20
€6.20

T6.2D

68.20
88.L2D

08.29

8L.L2V
LLL2D

99,2V
S9.2V
9LV

09120
65.2D
85.L2V

§G.20

F

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 40

86820
16820

T68zNn
06829
68820

9882
882N
£88¢V
08820

.82
€182V

04820
69829

: 23S rRNA

e Molecule 3

8%

34%

—
57%

Chain CA:

869

S8D

£8Y

7oV

zon
190
09D

8GD

18D

8%D

181V

6.10
8.L1D
LLTD

ELTY
LIV

691D

891D
19TV

TETV

6210

LeTV
92TV

€21
[44%)

0z1n

801D

€0TY

007N

1,920

%920

(474 )

Leey

1440

L

012D

9020

vocy
€02y
zoen
102D

66TV

L6TY
96TV

16TV

681D

€8TD

(4%

L

9G€D
SGeEN

€G€D

6ven

ey

%€D
oveEY

8€€D
LEED
9EED
€EED

0EEY

1

veevy
€2€0
(444

91€D
STE€D

TIEV
oTeY
60V
80€D
L0€D

20€D

L

862D

682D
882N

I

¥8zn
€829
[4:14 4
182D

8S¥D

96%0
SS%0

oisia g
[4ci0]

0S%D

evvY
(4740

6E7Y
8E¥D

€EYD
(454

3

44
(4474

0z%d
61%0

ST9Y

i

£0¥%0

00%D

Ll

€9€D

6950
895N

995N

€ESD

T€SD
0€SD
62SY

1280

06%0

8%H
08%Y
6L%Y
8LYY
LLYY
9.%D

0LVY

89%D
L9¥D

09%V

TS99

S%90

6€9N
8€9D

9€9D
S€9D

£E9Y

TE9V

ST9N

685N

S.L.LD

TOLY
091D

TSLY

6LV

Ly.L0

evLY
YLy

0¥%.L0

8€LD

0ELY

8CT.LD
LTLY
9T.LD

STLY

789D

289D

8190

.99

.90

0L9Y
699D

999V

859N
590

€99n

T80

798D

298D

958D
§58D

Sv8Y

S€8D
v€8d
€E8Y

88N
4280

veen
€280

Te8v
0z8y

918D

eren

218D
T80

608D
808D
080

508D

€080

€8LY

i
8¥60
LV6Y

Svev

cved
Tv6v

806D
L06D

706D

206D

006V

1680
968Y

7680
€680
268Y

€20TN

T20TV
0ZOoTY
61010

L
i

6001V

€00TD

0001V

8660

7660

266D

066V
686D

G860
786V

2860
1786V

S.L6V

€16V

TL6D

$96D
796D
€960
296D
796D

656V

956D

756D
€569
¢s6D

CTT1D

OTTTD
|
LOTTD
90TTH
]
€0TTY
[40) 3 %]
|

8601V

ommﬁ<
€601
260TD
T60TD

L80TD
980TV
S80TV

080TV
8.0TN
LLOTY
9.01D

.01

TLOTD

890TH

+
#

%9010
€90TD

LS0TY

Y501V
€50TD

TS0TD
0S0TV

w9010

€021

96110

04110

89TTD

LSTTD

%9110
€ST1D

0STTD
6711D

SP110
44231

wiin
0%TTD
6ETTD

9ETTD
SETTD

EETTY
ceTIn
TETTD

8CTTH

9TV

iZ43%)

O

R LDWIDE
PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 41

[4s1a)
16210
06210

88CTD

98CTY
mwmﬂ<
ommﬁc
L.2TD
whmﬁ<
€.210
LTIV

69CTV

S9CTV

[4°14a 4

98219

F

[4:14%)
19210
0821D

LYTTV

S¥CT1D

Pizan)
eveIn

6ECTD
8€TTD

TeeIn
0€TTY

§2eTd
veein

12210
02eTd

L1210

60210
80CTD
L0210
9021

TLETD
0LETD

89€TD

SOETV

€9€TD
C9ETD

09€TD

CSETN

vveETN

TYETY

8EETD

CEETD

0EETD

8CTETY
LTETY
9ZETN

8TETN

9TETN
STETD

60€TD

L3

L6TTD
962TD

€6CTD

00STD

mmmﬂo
S6VTV
il
€6%T0
Nmmﬁw
18710
98%1N
S8%TIN
78710

281D

6.%1D

9.¥10
SLY1D

6971V

L3

[4siA%)
18710
0S%TD

8¥¥1D
LY%1D

SYP1D
4445

6EVTY

SEVTD

82¢¥T0

134725
(444 4

8THT1D

9T%1D
STP10
4545

0T%1D
90¥10
S0P
Y0¥10
€0VTY

L6ETN

S09T0

70910
€091V

T091D
S6STO
763N
€6GTY
8831
S98STD
¥8S1N
€8STV

6LSTY
8.STN

€LSTD

0LSTY

89S5TH
L9STD

S9G1D
991D
€9810
€GSTV

6¥STV
8¥STV

LESTD

€ESTO
¥2STo
STSTY

181D
€181

80STV

90STN
SOSTY
Y0STV

62.10
8CLTD

L0LT1D

S89T0
891D

78919
LLOTY
9,91V
€L9TD

6991V
8991V

¥991V
83991D

SS9TV
vso1v
€59TD
TS89tV

6%91D
8%91n

2y9Td
P91V

8€91D

62910
8291
291D
9291V

8191V
L1910
9191V

€T9TD

91810

68.LTV

98LTY

F

Y8LIV

28.10

08LTY
6.LL10

¥LL1D

|

veL1D
€ELTD

67610
8¥61D

9v6TN
S761D

-

|

906TD

668TV

618TV
818TN
L18TD

9€02D
SE0TH

ommw<
§2020
%20zd
€202D
2eozn
T202d
0202y
81029
9102Nn
mﬁmw<
2102H
11020
oﬁmwu
wommo
866TV
L66TD

Te610
06610
68619

€86TD

8L6TV
LLETV
9.6T0
SL6TD

€L6TD

TL6TN
0L6TV
6961V

L961D
9961V

0961V

98670
SS6TN
75610
€567V
2S6TV

0S6TD

L0T2D

€0T2D
20TZH
ﬂJmN<
L6802V
96020

7602V

z60zn
16020

18020

mhmwz
2L0TD
TL0TV
0.L02Y
mwmmu
$9020
%9020
€902

ommm<
95029
959020

TS0V

+

6€£020
8€0TH
LEOTY

L

Lezey

¥622d

rTecen

.8¢eV

41441

L

[Vkd43)

ka4

eLeey

6922

L

3
L

zozen

+

6€CTH
8€TTH

9€eNn
S€TTH
443
£ecen

9zTTd
seeey

Teeed
ozzen
61220

91229

8812n

+

85eTy
LS€TD

€5€TD
cseey

8vezn

oveTy

eveen

veeen
EEETY

TEETH

6zceen
8zeey
LzeTy

L

66%2D
86%2D

Teven

€8¥2D
z8vey

6.%20
8L%CV

v.Lven
eLven

o

0¥¥ed

9€EVTD

azcyed

L1%2D

15743

(45741

60%2D

LO%TY

L

€0¥2d
coven

00%2d

v6€2d
€6€2n
ceeey

mm“uo
2652
16520
685CY
889¢D

§852N

€892

6.92D

9.82)

243
€152
cLsey
T.S20

L952D

§95eY
vosey
€952n

LSS2D

v392n

ssen

6%52D

8¥sen
h#ﬂm<
¥¥5cd
€¥52D
(44141
0¥52d
6€SCD

€egen

zesen

8T5CV

66920
86920

96920

06920

L

S§892D

£8920

18920
0892n

9,920
§.9¢vV
v.92D
TL92ZD

S992V

R LDWIDE

€992
2992y
T992H
0992V
1592V

992V
£9920n

8%9¢D
Ly92n

2¥9Td

6E9CY

€920
9€92D

TEYTY

6292n

61920
8192H

S1920

€7920

60920

€092
209ey

869CY

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 42

86,20
lelen
96.2n

T6.2D

68.2D
88.20
18.20

§8.20

08129

69,20

99,2V
S9Lev

09,20
65.2D
85.L2Y

95.2n
§§.20

TSL2D

F

L9.L2D
9v.L2n
i 2k

evlen
[42k43)
152x4
€ELTY

ozLey

vcLen

9T.L2D

€120

TTL2V
0T.L2D
60.2D

L0L2n

20.LTd
T0L20

86820
16820
96820
S682D

682N
06829

§882H

: 23S rRNA

e Molecule 3

8%

30%

60%

Chain EA

80T

70TV

2010

001N

STD

LzTTY

1

T

(444

81cy
L1V

€12y
66TV
861D
L6871V
96TV

2610
161V

881D

€810

18TV

8.LTD

0L10
691D

19TV

671V

5

EVTO

1710

i

SeTn

€TV

9CTTV
SeTv

0zTn

601D

(44344
61€D
L1€D

91€D
STED

€T€D
[45°5]

oTey
60EY

L0€D

00€V
662V

882N
182D
9820

v8en
£82D

0820

724 §

S0

%920

652D

0€ZH

8E¥D

CEVY

(4740]
61¥0

1544

(4544
119D

€070

H

SGeEN

€G€D

veev
€2€0

€€9D

T€80

9¢sy

€250
2esy

818D
L18D

[4s:h)
T80

605D

LOSY

€05V

L6YY
96%D

167D

987D

£87Y

08%Y
6.LVV
8LYY
LLVY
0L¥Y
wovn

09%Y

8G%D

987D
957D

i
[4ci0]

0
EVvY
(474720

6EVY

2199
1190

S09D
709D
€09V

T09D
009D

$690
v6sn

189D

989D

€89
28SsY
789D
08sn

9,50
SLSY

€450
CTLSY

048D

1,980
994N
999D

€989V

0950

855N

9GSV
§GSD

TS990

8ESY

9€SD

TE€LD

9TLD

899V

vvov

6€9N
8€9D

Sv8Y
7v8v
£%8D
6€8N

7e8D
€E8Y

828N

9z8Nn

veen

3

818D
118D

2180

or8n
608D

508D

€080
208Y

T6LY

06.0

88LY

€8LY

+

eV.LY
TvLY

0¥%.L0

€ELD

0T6Y

806D

206D
T06D

668V

1680
968V

€680
268V

201D

7660

2660
1660

§860
786V
€86V
2860

Slev
.60

TLey
TL6D

8960
L9en

€960
296D
7960
856N

sg6n
756D

8%6D

Svev

2v6d
VeV

LEBD
9€6Y

zcesn

€0TTY

9601V
S60TV
v6010
€60TD

16019
060TY

18019
980TY
S80TY

€80TN
28070

080TV
6.0T0

LLOTY
9.0T0

%L01D
€L0TY

89019
L90TY

%9010
€90TD
2901D

6S0TD

LSOTY

%S0TV
€G0TD

501D
Ly0T1D
90TV
SY01D

€E0TN

T€0TD

8201V

T611D

6811V
881TN
L8TTD

|

08TTN
6L11D

SLTTY

€LT1N

0LTTD

89T1D

8GTTD
LSTTD
9GTTV

R LDWIDE

¥ST1D
€GTTD

0STTD
67T1D

SYT1D
44211

110

6ETTD

9ETTD
SETTO

EETTY
CETTN
TETTD

SCTT1D
61110
CITID
TV
OTTTD

LOTTD
90TTH

O

PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 43

€0ETD

€6CTD
2621

88CTD

S8CTY
v8CTIV

821D

6,210
81210
L1219

€L210
cLTTY
TL21D
04210
69CTV
89CTV

S9CTY

£9210
29eTV
T92TD
0921V

L8210

+

0S2TD

EiZan)

+

92TV
§2eTD
veein
€2CT1D

T2e1d
0zTTd

S0TTV

86TTN

9T¥1D
STPIN

LOPTD

S6ETY
76ETN

LBETY

GBETY

€8ETV

08ETD

9LETD

cLeETN

89€TD

S9ETY
79€TD

09€TD

LSETD
9GETD

YSETY
€SETY
c¢seTn
TSETD
0SETD

7veTn

CYETY
TYETD
0vETN
CEETD

LTETY

SZeTN

3

9TETN
STETD

cieTn

60ETD

CTESTY

¥CSTD

[44°a |

LISTD

80GTV
YOSTY
S67TY
i
€6¥%T0
L8%10
98%1N
S8%TIN
28%1D

S.%1D
v.v10

89710

F

18710
0S¥TD

9%¥T0
SYP1D

6EVTYV
8EYTN
LEVTD
9EYTD
SEYTD

TEVTY
0E€YTD

LTVTY

(4445
134725
(444

0891V

YEITY

T€91D
0€9TY
62910

291D
9291V

6191

%0910
€091V

96STY
S6STO
6310

€851V
28STO

6LSTY
8.STN

F

89S5TH
L9STD

S9STD
¥9STO

6SSTN

6731V
8YSTV

SYSTV
YvSTV

LESTD

6.L.10

¥LL1D

|

%9.L10

8%.LT0

LyL10

YvLIV

6ELTY

00LTY
88911
8L9TV
LLOTY
9,91V
%.91D
T.910

04910
6991V

L9919

S99TY
Y991V

85910

99910
SG9TV
P91V
€G9TD

881D
LL8TY
98TV

€.81D
TL8TY

981D
998TY

898TY

€981V

8781V

|

€%810

€€8TO
CE8TO

8¢8TH
281N

¥281d

818N

91810

€18TD

11819

F

L08TD
womﬂo
208TY
TO8TYV
008TD
meﬂc
S6.L1D
vmmﬂ<
ﬂJmH<
L8LTY
98.LTY
S8LTY
v8LIV
€8LTY

£E0TY

0E0TY

¥20zd
€2020

12020
020TY
6102V
8T10ZD

91020
€102V
S002Y
866TV

L6670
96610

-

CLETD
TL6TN
0L6TY

89619
L961D
9961V

£€9670

F

6S6TD

SS6TN

876TD

6E6TN

LEBTY
9E6TY

0€6T1D
6261

3

L26TV

906TD

881D

0TTZD

80T2Y

90720

€072
00T2ZH
66020
86020
v602Y
26020
18029

1,02V

§.02n

3

1.0V
6902D
%9020

€902
2902V

0902V

L5029

99020
¥s0Cv
€5902D

(444

002D
6€020
8E0TH
LEOTY

18120
08120

1241

[4:124)

8%12D

€VT2CD

0%12D

LETZN

062D
6822

9822

L

zozen

[4:144)

evzen

6€CTH
8€TTH

Tecen
0€TTH

¥1220

[4344

ot1zen

+

0022

L6120

08€TD

8.LeTy
GLETD
0.L€2D

69€TY
89€2D

99€TY

T9€CTH

8GETY

95€2N

€5€TD
cgseey

8veen

oveey

oveey

+

EEETY

Teeed
0€€TH
62€Tn
8zeey
Lzeey

vzeen

+

cgeeey
Tzezn

6T€TD
8T€TH

9T€TH
ST€TH
454

80€TH

sogen

Lezey

Tecen

¥8¥2d

8.LYCV

9.Lvey
S§.¥2d

(5% 4))

0L%2D

09¥en
68V

i)

TSvey
(174 )
Ly¥ed

Tvhen

SEVCY

8C¥CH
L2%2D

(157400
1574

60%2D

€0%2D
Nommb
96€TH
$6€2D
#mﬂmo

T6€TD

68€TH
88€TY
.8€2N

G8ETD

€8€TH

26SCD

8852

i

852N

89T
6.92D
§.820
v.,92D

€.92D
LSy

€952n

89520
PAsE1A3)

vssen

8¥gen
LySev

[4a144

92STH

zesen

0Tsed

815ey
L1520
915eY
§192D
visen

T1820

L0S82D
90820
$S0S82D

T0S2D
00szn
66720

Teven

L0lzn
90.L2V
{0)kaA |

66920
8692N

06920
68920

98929
78920

2892V
18920

6.L92V
81920

TL92ZD
€992
2992y
T992H
0992V

£€992Nn
592D

Ly92n
0%92d
Lg€9zn
9€92D
SE9TY
veoey

62920

12929

0292d
61920

91920
51920

192D

60920

865CY

S65CD

80829

$S082D
7082n
€082
20829

66.L2Y

96.20

6,20
€6.2D

T6.2D

68.2D
88.20

08.2D

R LDWIDE

8L.LTY
LLL2D

69.2n

99,2V
S9.2v

09220
652D

ispka0)

8v.Ley
L¥.LTD
ovLen
i 2ka0)
42x4))

[42k43)

eeLey

9z LTV

2TLTD

ozclzn

I

ST.L2D
v1.L2D

TTL2V

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 44

£0620

86820
16820

$68¢D

§882D
788zn
€882V

08820
6.82Y

v.820
€82V

0,820
698D
8982V

T98Zn

€982D
582D

6¥82n

s¥8en
¥¥82D

€82
1€82H
§28¢H
¥28Td
£T8CY
2T8TH

0z8ey
61820

182D
T182D

: 23S rRNA

e Molecule 3

9%

41%

48%

Chain GA:

|
IIl.Eg :

67V

%0

8eY
pACH]
9€D
ged
ven
€0
[4>0)
€0
0€d
620
8cy
Led
92D
sen
44

6TV
81N
L1D
910

otV

[4:334

LLTD
9LTV
SL1D
ELTY
LIV
TL10

891D
19TV

19TV
09TV

LSTO
9GTV

(4144

8vIn

8ETN

9ETD
SETN

CETD
TETV

pkan
9CTV

-

601D
801D
101D

3

00T

96D

3

€8V

vecn

CETH
Teey

6220
822D

S¢T0

eeey

1244
0zed
612y
8TeV
L1TV

712D

[454]

0120

00zn

8610

8zen
PX4°0)]

ey
€2eD
(444
Tzen

91€0
ST€ED

3

oTey
60EY

L0€D
90€N

voen
£0€D

9,20

€129

192D

£92D
(444

652D

96TV

¥5¢d

607D

LO¥D

S8%0

€87V

€9%D

09%V

i

vsvy
oisia g
[4ci0]

L

LYYV

6EVY
8EVD

O ©ON~ODO
AN N® o
R ]
SOD << <D

%0
(474
617N
8T¥D
L1%0
9T¥N

V1%0

(4544

0T¥d

895N

995N
$950
7950

795D

655D
855N
LGS0

feisien]
vssn
€3990

9%sn

%50

€%5D

LESD

€€9D

cesy
1€30

62SY

€250
(4451

L1150

4514

6050

€08y

008D

86¥D
L6VY
96¥D

687D

ST9D

129V

619D

L

419D
919V
ST9N

219D
1190

$S09D

€09V
209V

009D

9L.LD

YLLD

0LLD
69.0

TOLV

9v.Ln

evLY
TyLY

8ELD

0ELY
6TLD

9TLD
STLD

STLY
069D
689V
989N
989V
789D
€890

LLOY

SLOV
7.L9D

TL9D

999V

799D
€999

099D
699D

€590

TS99
0590
679D

zs8n
17880
0s8n
678V

6E8N

LE8D
9€8D

ve€8d
£e8y

0€8D

NOWOOO - NMI W0 N~ DO HNMIE D ON 0D
B e QYo Yo R To T JTo} 0 O O © O OO YOO OO
DD D DD D O [} DOANDODDDHDND DD D
<OV OLDV BT D o TS <O DODOULBDOLT

8z8n

€8LY

08.LD

2160
116V

606V
8060
106D

S06V
706D

668V
868D

968Y
S680

268V

086V
6,6V

116D
9.6
SL6V

€L6Y
cLev
1,69

Svev
¥¥60
EV6Y
276D

6E£6D

SE6D
veen
€E6Y
zeen
Teen
0€6D

Lg6v

€T6D
[44:1]

ozey
6760
816V

9169

(4495
%010
0¥0TV
6E0TY
8€0TD

9€0TD
SEOTN

€€0TN

TE0TD
0€0TD
6201V

20TV

€20T0

00TV
61070
810TN

9T0TD
ST0TN
YI0TY

21010
TT0TD
0T0TV
600TV

L00TD
900TD
S00TD

2001
TOOTV
0001V

8660

166D

7660

1660
066V

1860

S860
786V

2860

O

R LDWIDE
PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 45

[422%)

80TTN
L0TTD

8601V

9601V

601N
€60TD
601D
T60TD
060TV

L80TD

7801V

280TNn
78070
080TV

8L0TN
LLOTY
9L0TD
S.01D

€L0TYV

TLOTD

890TD

S90TN
79010
€90TD

LSOtV
980T

€501D

TS0TD
0S0TV

L¥0TD

7¥01D

T611D
06TTD
68TTV

L8TTD

S8TTD

28TTD
78110

6LTTD
8L11D

9110
SLITV
vLTI0
€LT10

0LTTD
69TTV

8STTD
LSTTD
9STTV

vST1D
€STTD

0ST1D
6%11D
54991
LYTTV
Eida%)

TYITY
EVITY

[vi43%)

8ETTD

9€TTD
SETTD

EETTV
zeTIN
TETTD
0ETTN
6CTTV

9TV

LITTID

YITID

L9210

|

29TTY

0921V
6SCTD

vSCTY

[4:(45)

veein
€2CTD

(445

wamﬂw
STCTD
vicTy
€1CTY

11210
(545

momﬂo
voCTY
€021
Nomﬂu
86TTN
L6TTD
96710
S6TTD
V61TV
€6TTD
(4125

99€TV

TOETD
09€TH
6GETY

PSETV
E€GETY
C¢SETN
TSETD

LYETY
9YETD

TYETY

6EETD
8EETD

YEETD
E€EETD
CEETD

8CETY
LTETY

YCETD
LTIETD

91€1N
STETD

€IETN

TI€TD
0TETD
60€TD

S62T0
88CTH
18CTY
98CTY
S8CTV
821D

SLTTY

€L2T0
cLTTIY
TL21D
04210
69CTV

L3

SSPID

0S%TD

ovyIn
6EVTY

9EYTD

L

TEVTY
0EYTD

[444%5]
114745
(444

1

9THTD
STHIN

525744 4

011D

90710
(0291
Y010
€0VTY

S6ETY
veein
€6ETY
CTEETY

LBETY

S8ETY
¥8ETV

18€TH
08ETD

9.LETD

TLETD
0LETD
69€TD
89€TH

mmmﬂs
S8ST0
78310
mwmﬂ<
wnMaD
TLSTY
0LSTY

895TH

99GTY

89G1D

SYSTY
YysSIv

LESTD

€ESTO

L2STH

%2s10

9TGT1D

Y0STV

9671V
S6VTV
vevIv
€6%10

987N
S8% TN

€871

6.%1D

8LY%1D

SLYID
vLv10

69%TV

€9%10
29%10

L69TD
98910
€89T0

891D
1891D

6.L9TV
8L9TV

+

TL9T0
0L91D

8991V
L9919

S99TV

€991D

85910

99910
SG9TV
Y91V
€99TD
23991V

6791
8Y91N

s

9€9TN

9T9TV

%0910
€097V

00970

S6STO
v6s1n

S6.LTD
Y6LIV

CTBLTD
T6LTV

98LTV
v8LIV

€8LTV
28.LT0

08LTY
6LL10
8LL1N

SL.T0
YLL1D

CTLLTV

¥9L1D

COLTY
T9LTD
09410

8SG.TN
LSLTY

LyLI0
OVLIY

YLV

LELTD
9ELTN
SELTV

0ELTD
62.T0
8CLTD
L2LTD

€TLID
cTLIY
TCL1D

EAZANY

vrLin
ETLIV

€0LTD

869TV

S.81D

€L81D
TL8TV
TL8TV

998TV

%9810

09819

wmmq<
7981V
€981V
2S8TN
18870

8¥8TV

981D

LEBTD

SEBTH

3
3

€€81D

T€8TD
0€81D

828T1H

9281H

1281V
0z81n

+
H-

€181

608TY

L

S08TY
70810
€087V
08TV

008TD
66.L1D
86.10
LBLTD

66610
8661V
L6610

T66T0

9610
SL6TD

CLETD
TL6T0
0L67TV
6961V
8961
L9610

S9610

85610
LS61D
95610
SS6TN

SY6T1D

LEBTY

9€6TV

Te6TN

6261D
8T6TV

L
i

0Z61D

CI6TV
90619
70619
S68TD
76810
€68T1D
7881D

28810
178810

81810

16020

880CV
18029

%8020
€802

¢L02d
TL0CY

69029

9902D

3

19029

L
i

L5029

§S5020
vsocy

TS0y

L%02D
9%02d

[44u4

8€0CH
LEO0TY

E€E0TY

0€0TY

L2029
9zozn
§20TD
¥20zd
€202

1202
0zoey
6102V
810D
L1020

€102V
[q14)
T1020

9002D
S002V

TS120

4454

44244
912D

L

6eTCN

9€TTD

011D
607120
8012V
L0TZH

70120

86020
1602V

7602V

122D

61cen
81¢CD
L1229
9122

012N
6022
8022
022D

502V

00T2d

86TCY

96T2D
S6TCN

L

0672
68720

18120

€8TV

8120

L0€TH
90€TD
soezn
70€Td
€0€TD

TOETD
00€2D

L6Tey
¥622D

£622D
26220

062D

L8cey
98CTD

v8cey
€822D

8.Lzey
1,22
9,229
§.220
vLleey
€.L22y

L9gey
99¢eY
99¢en
922D
85¢TD

(41443

LyTey
9%¢ed

[4444))

LETTH

veeed
€ecen

0€TTD

Lgeey
92TTd

mn“mu
cLeen
TLETD
0.L€2D
69€TY
wwﬂwo
moﬂmu
T9€TD
T9ETH

€5€TD
cseey
TSETH
0S€TD
6¥€CD
8veen

R LDWIDE

oveey
SveTd
vveen

Tveed
TveTH
oveey

3

SEETY

E€EETY
CTEETD
TEETD

Lzeey
9TETD

vceen

(4434 4
Tzeen
0zeen

8T€TH
L1€0V
9T1€TD

vieey
€T€TD
creen

0T€TD

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 46

L¥¥ed

14444

Tvven

SEVCY

EEVTY
(4574 4
Teven
0EvTY

L2%2D

SThey

11474

215741

91¥2d
ST¥CD
14574
14574

125744

60%2D

3

S0¥2D

€0¥2d
coven
Tovzn
00%2d

96€TD
S6€TD

26ETY

06€zn

98€TY
S98€TD

£8ETD

T8ETV

6.LETD
8.LeTy
LLeTy
9.LgTy

8zsen
,gsed
9TSTd
§gSed

zgesen
1220
[4149)

€192y
2182D

082D

90s2n
S0S2D

00s2n
66720

76%2D

(455241

68%2n

S98%¢D
¥8¥%¢D
£8¥2D
[4siza )
18%2H

9.L¥ey
S.¥2d

(5% 4))

0L¥2D
6972V
8972V
L9%2D
99%2D

T9vCY

6SYCY

95¥2d
SS¥CD

oisiza |
¢sved

91920
Ss192n
v192Y

11920

80929
10929

€092
2092Y

0092YV

96S52D

£6520

16520
0652y
6852V
8852D

§852n

6.520
81529

.92D
€.L92D
TLSey
TLS20n

3

meN<
NJ“ND
85520
PAskE1ad)
95520

¢JmND
6%SCD
8¥vszn
NJmN<
6€5C0
8€3CD
L€32N
9€9ZH
vesy
€€eszn

TeSTY

LT.LTO

STLTO
Y1.LTD
€120

T0L20
00.L2Y

L%92n
S%92D
¥¥92D
£¥92D

6€9CY

Lggen
9€920
SE9TY
veoTy
€E9TH

62920

292D

66.2Y
meND
¥6.20
€6.20

16,29

68.L20
wwmmo
98120
¥8.L2n
€820
[4:7k4)
8.2V

6..20

9L.LTY
SL.TD
¥.LL2D

69,20

19120
99,2V
S9.2Y

092D
652D
852V

9§.2n

TS.L2D

8v.LTV

ov.Len
S¥.20
j42%43)

[42k43)
1572xa 4

8e.LeY
L€LTD

€eLTY

Lgley
9T LTy

€2.LTO
2TLTH

oclzn

8682N
16820
wm“wo
16820

988CY

€882V

6.82Y

%.820
€182V

8982V

L

T982N

6¥82n

9%82H

%€8eHd

1€82H
0€82D

€282V
(442143

0282y

8182N

e Molecule 4

918TH

$S0820
v08zn
£082H

50S ribosomal protein L3

8%

29%

61%

Chain AD

€69
{4\

684
884

784

LY
oLd
69V
894

€9d
[4°):1

67h
ovd
1728
40
£7a

8€Y

~
[l
=

SEL

gI

CTL
TTH

0”-00
o 54

902V
S0zd
702h

761d

(43344
161D

7814

[4:3 4

LLTA

¥L18

SOTH

{42144

6GTH

[42:¢

0STh
67IN
8vTh

15745

YETH
€ETL

T€1d
0ETH
62TL

TCTL
0Z1d
61TV

L11D

i

0TTL

50S ribosomal protein L3

e Molecule 4

8%

31%

61%

Chain CD

901X

coTY
T0Td

[re
[
%!

o M
o 0
IIII:> ° II

o]
<)
L)

€84

.4

LD
TLY
0Lx
69Y

(44}

<
i
-

EETL

508 ribosomal protein L3

e Molecule 4

10%

28%

62%

Chain ED

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 47

760

284

6.1

2%

TLY
0LX

w0 o
© © ©
< o<

€9d
(428

09A
654

9GY
€9D

670

+

L8771

7814

LLTA

SLT1

6914

29TV

0913
6STY

YSTA

CSTd

0STH
67IN
8vIh

TPTH
OV TH

*

€ETL

6CT.L

214

STTM
jZ4%'

CCTA

(4 %]
61TV

L

14958

OTTL
60TA

90TH

S6S

1

902y

£0CA

¥61d

508 ribosomal protein L3

e Molecule 4

6%

29%

65%

Chain GD

OTTL
60TA

901X

00TT
664

*

S6S

€69
(4

)
=1

2

[
©
<

oMo oo oy 0 o [ oo
< 0 vl © © © ©
~ = O B4 oA << 21

o oo
o < Sy
(=] [=]

)
]
o

[}
N
=

<
N
=

H

1

902V
S02d

€0CA

1021

761d
€6TA
[434 4
161D

50S ribosomal protein L4

e Molecule 5

7%

25%

—
67%

— oy [ oo
0 0 o)
=g B

Chain AE

0zTA
61TI

911a
STT0

ETTA
[43%¢

T0TX

96A
S63)

884

€8A

78D

IlIIc:
©
w0

TLD

S9L

3
&

llIIlla:llN [S)
N o0
- >'..|III$ EzIIIIIr.

@
(=4

[} N~ ©
-—1IQ<

1

€6TA

88TH
L8TA
98TA

6.L1S
8LTA

TL1Q
0LTd

89Ta

+

Y911

T9TY

6STT
8STd

9STN

751

1

0STL

508 ribosomal protein 1.4

e Molecule 5

6%

25%

68%

Chain CE

€T

911a

(4%}
1114

60TT

TLD

oo
Be
53 ~

€¥L

70

B6EV

LEV

EEA

Ll

€ed

8T.L

ST8

Ll

Ld

ST

1

L6714
96TA

3

L8TA
98TA
S8TA

28TV
1811

6L1S

9.1
SLTI
vL1D

TLIV

0L7d
69TA

3

€9TN
2974
19TV

+

508 ribosomal protein 1.4

e Molecule 5

7%

26%

67%

Chain EE

€TTA

289

088

8LM

9.d

0Ls
694

194

€94

Ll

LYY

it

3

B6EV

9EV

Ll
i

8CA

€24

S1S

- o
pay > iy
<3 e

8V
a
9

€1

1

L6714
96TA

88T
L8TA
98TA
€874
0871

9.1a
SLTI

TLIY

0L1Yd
69TA

Y911

19TV
09TV

8974

TS1D
0STL

VI

TETL
0ETH

8CTY

9CIA

€T
{44

R LDWIDE

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V90

Page 48

508 ribosomal protein 1.4

e Molecule 5

5%

42%

52%

Chain GE:

3

98V

€8A
[4:p)

08s

YN

TLS

0Ls

{472
70

1

€EA
TEA
TEA
oed
6CH

121

scd
44\

ST8

w
.-.‘I

A

0L74
69TA

7911

2974
191V

8914

9GIN

€STT

TSTD
0STL
6%TI

Sv1a
vvia

TETL
0ETH

8CTY

9CTIA
€T
0zTA
61TI
8111
L1748
STT0

(4%}
1114

6071

90T
TOTX
00T
6634
96A

060

ol
Q
II“ II

66T

1673
96TA
S6T0

€6TA

508 ribosomal protein L5

T61d

88TH
L8TA
98TA
S8TH

e Molecule 6

7%

28%

64%

Chain AF

€0TI

96M

T6d
0671
68L
88A
L83

{4278

osb
6.4

cLs
TLA

69V

79d

z9b

9491

6a
8%

Sa

€1

S.1d
¥LT4
€L1Q
cL1d

9111

e Molecule 6

vy
€174

508 ribosomal protein L5

5% «

27%

67%

Chain CF

€V1

e
0¥d
6EA

LEW

el

0EA

LTA

0LTY

9914

LSTL

€911

TST1

£71a

0%TI

9€TI
SETI

€ETH
CETH

*

50S ribosomal protein L5

9TTIN

e Molecule 6

iZ4x°S

8TTV

c11a

9%

34%

55%

Chain EF

¥oTL

0073

96M

T6d

68L

81
€8d

0sd

~
—
=

<
=
£

o
—
(==

- N ~ D

50S ribosomal protein L5

e Molecule 6

.

6%

40%

54%

Chain GF
=

79D

991

8%1

€71

0¥%d

8€D
LEW
9EN
SE€T

(48
62d

8¢d
LZA

ST

A
otTd

LK
9k

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 49

9ETI

eI
eerd
et

0ETD

LTTA
9CTIN

50S ribosomal protein L6

e Molecule 7

8%

27%

63%

Chain AG

7011

L

L6A
96V

764

I

TLN

SLTA

ELTY

6974

CTTA

e Molecule 7

OTTH

50S ribosomal protein L6

8%

31%

60%

Chain CG:

9TA

508 ribosomal protein L6

YIA

OTA

oV

v

18

9CTL

¥C10
€274

TCTL

8TV
L11d

STT

€11Q
(4398

€0TN

e Molecule 7

TOTA

6%

34%

58%

Chain EG:

0
0
54

284

084
6LL

9.1

TLN
TLT

991
€90
LSA

0SL
671

s
oy oy
= =

e

6eY

E.

€eL

Ted

x4

ol
€21

9TA

OTA

S3

[l
>I

(4
1S

9111

€T1a
CIIA

Y011
€0TN
20TI
LBA
S6V
269D

881

508 ribosomal protein L6

e Molecule 7

6%

34%

59%

Chain GG

SYY

ovA

LEN

SEL

T€d

8¢y

9Ty
SCI

€¢I
{44\
134y}
0zd
6TIN
8TI

~
© N~ 0 0 -~
< > £

144
€A
(4
1S

9CTL

%210
€eTd
(4444

0TI

508 ribosomal protein 1.9

8TV
LT1d

€11a
CITA

9071

e Molecule 8

7011
€0TN
20TI

10%

36%

54%

Chain AH

97

R LDWIDE

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V90

Page 50

e Molecule 8: 50S ribosomal protein L9

48%

48%

Chain CH:

8¥vd

e Molecule 8: 50S ribosomal protein 1.9

—
8%

34%

58%

Chain EH:

{4728

oL

SeR

ced
TEA

624

Lcd

SCTA

TCA

6TA

L1d
91D

1S

211

otV

e Molecule 8: 508 ribosomal protein L9

©
=}

——
6%

20%

74%

Chain GH:

1

(4728

0%l

8€ed

91D

3

e Molecule 9: 50S ribosomal protein L11

91

S
6% oo

44%

49%

Chain Al:

LLA

Y.id
€Ld

894

994

y9d

Tk
09A

LSA

7SI
€9d

179D

6vd
8%1

9%a
ShL

]
<
I<I

W
oY

Led
9ed

T€D

620

121

44

ced
12d

61d

vV

e Molecule 9: 50S ribosomal protein L11

(47
110

63

869

oo
5% oo

41%

53%

Chain CI:

984

€8V

8%
084

8.1
LLA

€Ld

0LL
69A

994

SGd
7SI
€4d

0S4

8YI
ShL
zeA

T€D
0ed

8¢
121

Sc¢d

T2d

61d
8TN

9T

<
-
<

(47
110

8A

L

LETT
9€TH

vers
€ETH

0E€TD

1218
92TH

YCIN
€Ty

9T

€TTV
(435

0TTd

e Molecule 9: 50S ribosomal protein L11

80TI
L0793
90Th
SO0T1
7010

1018
00TI

869
L6A
963

2¢6d
161

68S
88D
188

oo
6% oo

37%

56%

Chain EI:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 51

8ETA

SETW

8C¢TL
218
9CTH
SeTl
jzq
€TTY

0z1a

3

90Th
SOTT
7010

cotTyd
1018
00TI

e Molecule 9: 508 ribosomal protein L11

06D
68S

10%

39%

51%

Chain GI:

€8V

7831

6.1
8.1

9LV

T
0LL

994

794

L

8%I

9€d

0gb

6Td
8TIN
L1V
9T

1234
etV
(47
110

63
8A
LK

A
€1

(A%
B6ETA

LETT

SETN

€ETY

[Glaxc
8CTI

9214

YCIN
€Ty
(44

3

ST1Q

(4958

Ll

SOTT
010

20Td
1018
00TI

963

€6N
2éd

L

88D
188

e Molecule 10: 508 ribosomal protein L13

11%

32%

L}

55%

Chain AJ:

IQ‘
]
-

N
e}
o

o
i}
==

< w
~ N
> o>

TN

8934

L}

09a

0SL
6%a

6e1
8€D
Led

SeY

cel
Ted

62V

Tl

(443

(44

(454
TTA

© |
<

12

e Molecule 10: 508 ribosomal protein 113

13%

27%

3

60%

< 2}
N N
rHr<I

Chain CJ:

SLA

694

89

7oA

7SI

TS99

6%a

6e)
8¢9

cel
Ted

ozy

LTA
9TA

v1d

e Molecule 10: 508 ribosomal protein L.13

12%

30%

56%

Chain EJ:

28D

T

£vd

OVH
6e)
8€D

9€T

Ted

(41

LcH

S¢1

mao © [=)
< © bl = 5]
1= << £ >~ <

o
B4

e Molecule 10: 508 ribosomal protein L13

13%

33%

54%

®
N
£

Chain GJ:

o
@0
'=

893

S9L

*

8GN
L8971
9GA

€94

TS

67a

€7

(0)7:1
6€X

Le¥

ved
eev
cel
Ted

L

92D

(4§

LTA
9TA
STM

(454

[ tols-
o < X

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 52

*

8ETH
LETd

21D

SCTA
i747
€TTH

T2TH

8TTN

L}

SOTA

€0TI
20Td

00TA

864

S64

684

L8Y

[4:5)

e Molecule 11: 50S ribosomal protein L14

11%

oflc m ¢ 1 © o
SES~ S NN~ ©
" [N © = (=]

33%

54%

Chain AK:

4!

ZSA

08D
674
8¥%d

Sva

EVI

6€1
8€1

9€D

ved
€ev
(4N
Ted
o€y

49N

L714d
9TV
STD
718

1

OTA

81

9L

Ll

e Molecule 11: 508 ribosomal protein L14

8TTT

(A
60TS
80Ty
L0711
9014

+

661
864

18T

€8V

11%

30%

58%

Chain CK:

S61

181

08d

©
~
Iml

9LA

cLd
T4
0L4

L9

€9A
29N

+

LyI

Svd

EVI

15728

8€I

9€D

o€y

TTA

114
9TV
15

OTA

oL
sb

€d

e Molecule 11: 508 ribosomal protein L.14

W

9TTI
STTI

ETT

TTTY

60TS
80TY
L0771
9073

+

0074

oo
x
=<

9%

33%

56%

Chain EK:

Sva

6€1
8€I

3

ved
EEV

el

£\

814

o
o
= >

< w0 ~

(4498
1214

e Molecule 11: 508 ribosomal protein L.14

ETTN
CcTid
TTId

L0711
9073

7011

864

—
7% -«

35%

58%

Chain GK:

o
0 e}
= —

08d

8.4

¥.LD

T.4
0.4
691

L9%
¥ou
TOA
8G1
CSA
LYI
oY
Sva

8€T

3

veD

CEA

iZ40
€eH

6TA
814

9TV
STD

0TA

oo m [t ]
=HOomo )

121d

8111

9TTI
STTI

ETTH

0TTd

80Ty

901d
S0TY

661

e Molecule 12: 508 ribosomal protein L15

L6L

oo
6% oo

i

28%

65%

Chain AL:

€0TI

T0TI
00TI

6l
€6N
261

o)
0
I>1

£8Y

180
LLT
PLL
694

898
L9L

1

191

694

L8T

SSH

T

9

6€XM

OEL

Le1

€¢I

114!

110
(0%

I

TN

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 53

(47458

CETH

LCTA
92TH

3

TCTL

9TTA

Y119

e Molecule 12: 50S ribosomal protein L15

(493

6074
80TV
L0T4

——
5% «

29%

65%

Chain CL:

90T

189

S8A

£8Y

180

187

A
(47459

CETY
L2TA

9gTd
G211

€Ty

8TTL

-

OTTA

e Molecule 12: 508 ribosomal protein L15

80TV
L0T4

S m
6% oo

31%

62%

Chain EL:

TOTI

76l
€6N

Tea
06A

88D
189
984
G8A

180

191

29d
191

654

L81

3

o¥s

624

121
92D

€¢I

Ll

€14

(47450

SGETI

CETY
TETV

Ll

2TIA
TCTL

ETTY

0TTA

80TV
1074

€0TI

e Molecule 12: 508 ribosomal protein L15

8%

32%

59%

Chain GL:

898

29d

094

121

1

€21

611

-
i -
o

A

€v1a
(47499

SETI

ety

9CTy

€CTY

0zTA

ST1d

ETTY
(435!

T0TI
00TI
66N

9634

e Molecule 13: 508 ribosomal protein L.16

6L
£6N

88D

9%

29%

62%

Chain AM:

961
S6T

164

88N

w0
e}
[

28I

LLd
9L)

Ll

A S

+

1

wex

1

9CTA

£

(44}

0T

9Td

64
8

3

e Molecule 13: 508 ribosomal protein L16

TH

9ETH

EETA

TETA

8CTL

STTd

0T1d

80TA

901d
vor1a
€0TX
[401%

00T

8%

29%

e N
© ~

R LDWIDE

62%

Chain CM:

160

S6T

€6A

T6A

28N
T84

8.1
LLd
9.L)

rerhil

O

PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 54

9ETH

e Molecule 13: 50S ribosomal protein L16

CETL

8CTL

€T

STTd

80TA

901

7013

00T

7%

26%

34%

68%

60%

e Molecule 13: 508 ribosomal protein L16

Chain EM:
Chain GM:

7013

961

€6A
T6M

9834

021

LIN

STD

6%

5%

28%

61%

+

e Molecule 14: 508 ribosomal protein L17

Chain AN:

evd

6T1S

L11Q

Y113

CITA

e Molecule 14: 508 ribosomal protein L17

OTTH

6%

26%

65%

Chain CN:

OTTH

€0TH

861

26D

88Y

284

084
6.1

9LA
SLI

€94

09A
69S
83d

e 6%

26%

66%

e Molecule 14: 508 ribosomal protein L17

Chain EN:

€171

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 55

L11d

e Molecule 14: 50S ribosomal protein L17

6%

25%

66%

Chain GN:

L11Q
9TTA

CITA

OTTH

90Ta

€01y

663
861

064

984

084
6.1

®
~
=

TLd
0LL
694

€94
69S

85a
LSL

8¥A

6ed
8€1

€er
ced

e Molecule 15: 508 ribosomal protein L18

28%

68%

Chain AO:

L1714
9TTh
STT1

60TV

LOTV

SOTV

20TH

€6a

680

[4:3)

083
6LV
8LA

9L
S.LD

1428
#SA
T8y

oSy
671

LYA

Svs
142
EVN

L34l

8D

¥€H
£eY

811
LT

STY
IV

3

[4

e Molecule 15: 508 ribosomal protein L18

——
5% «

29%

65%

Chain CO:

LOTY

SOTV

20Ty

65V

TSA

TSs
1SV

67A

LYA

cvd

YEH

ced

8CA

(44

[oach

| ol
0 ©e
0 =] ~

e Molecule 15: 508 ribosomal protein L18

o
X

L114
91T
STTT

€TTY

T11d
01TV

25%

71%

Chain EO:
-

3

TSY

vV

TV

e Molecule 15: 508 ribosomal protein 118

41%

56%

Chain GO:

8CA

(o4c

811

v
€Ty
(4"

[0)%:1

m-oo
7] H

€x
ca

(43
1714

60TY
801a
LOTY

e Molecule 16: 508 ribosomal protein L.19

SOTY
coTY
T0TD

86h

764

9%

30%

58%

Chain AP:

O

R LDWIDE
PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 56

T6A

884

o s o
o |00 00
= =

08A
6LA

SLL
CTLA
691

899
194

SON
%9s

864

9GS

[4:t:|

QI
<
I H

8¢y

€ed

OEM

T2d
(4

L
L

9TA

0 © oom-
x o Hu o

™
1

11%

30%

57%

e Molecule 16: 50S ribosomal protein 119

Chain CP:

w ©
@ O
X

T6A

-

cvd

3

8¢Y

9EN

€0
€€d

TEA
0EM

8Ty

€ea

~
“—1 mi

13%

29%

56%

e Molecule 16: 50S ribosomal protein .19

Chain EP:

780

8.d
LLS

SLL
L0

0Ld
69A

1

S9N

1948

SPA

6€T
8€Y

ved
£ed

6CA

Ll

ocH

3

12%

26%

Ll

59%

[
)
*'—1'

e Molecule 16: 508 ribosomal protein 119

Chain GP:

.84

28s

08A
SLL
0L3
69A

899
1939

854

© = 0 ~ o
oM 0 < Q
x ~ H

ved
£ed

0EM

9cd
SCTA

F.I.
5
im

{4974
110

D
o

83

90

60TI
80Ty

I

e Molecule 17: 508 ribosomal protein 120

20Ty

6671

961

6% -

i

34%

59%

Chain AQ:

96d

761

T6d

L8A
988

78

281
89

694

SON

09M

LS4

feisii]

128

e Molecule 17: 50S ribosomal protein L20

9TTT
(423
80T1
90TL
S0Td
70TV
€0TA

L6I

6% -

23%

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe

70%

Chain CQ:



4V90

wwPDB X-ray Structure Validation Summary Report

Page 57

988

42>

e Molecule 17: 50S ribosomal protein L20

5% «
7%

27%

42%

67%

50%

e Molecule 17: 508 ribosomal protein L20

Chain EQ:
Chain GQ:

STH

€TH
c1d

o1y

81

99

2!

6%

33%

61%

e Molecule 18: 508 ribosomal protein L21

Chain AR:

164

V6L

26M

88D
180

S8
784
€84

8

VLI
€4

894

©
©
I::I

7oA
€9A

T9Y

651

6% -

34%

59%

e Molecule 18: 508 ribosomal protein L21

Chain CR:

*

248d

8
LYA

1

15748

8EA

6% -

33%

60%

e Molecule 18: 508 ribosomal protein L21

Chain ER:

3

L63

sea
761

zceM

064

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 58

1

e Molecule 18: 50S ribosomal protein L21

[o
o
H

9%

38%

53%

Chain GR:

99H

7oA
€9A

ToV
094

159

3

€94

201s

001D

761

zeM
160

e Molecule 19: 508 ribosomal protein 122

88D

8%

25%

+

65%

Ll

Chain AS:

90TA

T01S

664

v6a
€6V
264

884

98I

€L4

691

€90

694

673

SPA
44l

€€1

¥CI

0zZA

9TH

w0
=
o

€18

—
—
~

©
53

e Molecule 19: 508 ribosomal protein 122

ot
-

80TS
LOTA

—
6%

25%

68%

Chain CS:

II<”
<
<

e Molecule 19: 508 ribosomal protein 122

o [T} h-..
=] << =]

.
7%

23%

69%

Chain ES:

YLI
€LY

TLA

19a

694

e Molecule 19: 508 ribosomal protein .22

.
5% «

32%

63%

Chain GS:

664

961

08d

L.a
9LA

TLA
0L%

9€T

- N N «
- > - =l

~
—
=

)
=
o

€18

—
-
o

2]
=

©~
Ixml

[l
(2]

601d

LOTA
90TA

€0TI
COTH

e Molecule 20: 508 ribosomal protein .23

00TL

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 59

7%

oel
<]
B3

9%

31%

52%

Chain AT:

160

€8V

Lrd
9.4

€Ld

OLH
694

LOA

191

6SN

{4

[4:
TG4
081
(528
87d

42!
€VI

1544

6EL
8EV

SEY

e Molecule 20: 508 ribosomal protein 123

7%

9%

33%

51%

Chain CT:

160
06D

883

£8Y

€4

OLH
694

1

7o

091
6SN

LSA

SSA
54

s

€V1

Ty
(0)72:1

8EV

SEV

TEA

€671

e Molecule 20: 508 ribosomal protein .23

7%

10%

oMl WMo o Ml N~ 0 O
) 38 0 0 33 © O Q
=] S == = =X om

35%

47%

Chain ET:

9.4

cva

o
N
Mo

8EY

ey
YEA

TEA

L1S

STH

[4%:!

63
81

L

™

€8V

e Molecule 20: 508 ribosomal protein 123

7%

9%

35%

49%

Chain GT:

18T
981

£8Y

6.d

L4
9.4

LI

[}
89
LOA
7o

6SN

3

4K

081
673

1341
(0)2:1
6€l

9EN

e

(481

9y

-y
< =

160

883

e Molecule 21: 50S ribosomal protein 1.24

7%

32%

59%

Chain AU:

STH

€11

OTA

S

e Molecule 21: 508 ribosomal protein 1.24

TOTL
0073

—
5% -«

22%

71%

Chain CU:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 60

00Td
66S

L6S

64

184
984
S84

€80
Z8A
T84

YLV
ELN

TLI

590

ooV
193

T

6EN

e Molecule 21: 50S ribosomal protein .24

LED

8TA
L1d

STD

o
=
=

o
o

12%

29%

58%

Chain EU:

e Molecule 21: 508 ribosomal protein 1.24

L1a

STD
A

L}

—
<

e
5% o«

35%

58%

Chain GU:

S64

e Molecule 22: 508 ribosomal protein 1.25

26%

71%

Chain AV:

180

e Molecule 22: 508 ribosomal protein L25

29%

69%

Chain CV:

€64

+

e Molecule 22: 508 ribosomal protein 125

18%

81%

Chain EV:

I-"I“’-
=<

981
€84
08H
SLb
191
LSk
0SKW
9%%
Y¥H
0%I
621
STH
14!
814

42!

e Molecule 22: 508 ribosomal protein 125

23%

76%

Chain GV:

e Molecule 23: 508 ribosomal protein L27

O

R LDWIDE
PROTEIN DATA BANK

W



Page 61 wwPDB X-ray Structure Validation Summary Report

4V90

Chain AW: 33% 32% 25% 7%

) © =3 - <l © N © oo

@© — - Q @ L W00 W MW O

n o " - = o AT E o<
o N 0
A A
m oA

e Molecule 23: 508 ribosomal protein L27

5 yms g 4 EE g
< ~ [ o~ T 53

K74
sS80
181

Chain CW: 32% 38% 22% A

o] - ) N o M 52} N < &+ w0 W 0 ©
L2 ~ ~ = = o [ < O == 0 o~ <<
N~ o oM © o -
© © N~ NSNS ~ 0
MR =4 U A ) n -

e Molecule 23: 50S ribosomal protein L27

G7

R40
D55
T57
K61
K65
V66

Chain EW: 31% 39% 20% . 1%
o m © N~ o0 — N <+ oo} — 0 O — N — [ w0 N~ O - n
C BB B Bl B e EREEE B BLB8BB2e ¢
I'a-s :IEI“.: ﬁlﬁ 2 gmiy
9 = -9 =/, W HW®W 5]
e Molecule 23: 50S ribosomal protein L27
Chain GW: 31% 45% 15% . 7%

V30
R40
N49
G51
C52
R54
D55
F59
A60

~ 0 o 0 O~ 0o

— NN NN

<M (s S E 0
Mo ®»oHNm S o oo
©OININNN~NIEN ~ ® o
[ > S o XS e H o H

e Molecule 24: 50S ribosomal protein L28

) © © O N~ 5y
] ® 23 0 ©
o =] o 1= o

M WwoNn©
NS
BHX LD O<

Chain AX: 67% 24% 8% .

m_o < [ [} ] < o BN o BN m BN Bwo
o [ N M 0 o < < < ) o 3 3 & IS NS
~ Mo = === = M| 2] ~ B = 53 = =} = T Mo

e Molecule 24: 50S ribosomal protein 128

Chain CX: 64% 31% -



Page 62 wwPDB X-ray Structure Validation Summary Report

4V90

] © oo o
e} oo 99 )
= =5 x@ >

s~ o © o © ©
Sy N~ 1] Bl N N N < <
O |2 x o~ = ~ — = =

e Molecule 24: 50S ribosomal protein L28

3] © N~ @ o - ~
-mg 0 m-l\l\-i-l\
X O @ > [=] - o >~

Chain EX: 54% 36% 9% .

o
o oo ™ I & 3583 2
~ o = e ~ = = - = o<t | =

e Molecule 24: 508 ribosomal protein 128

N1i6
R26
R27
F28
H33
R36
V39
S41
K61

oo~ oo o
[ R
R §IS§> ES

Chain GX: 56% 37% 5% -

w0 N~ [} -~ N N Ng M M m " 0 ©0 ©0 © © O~ NN NN N N~
o = x ~ < = ~ H T wn = = B3 12 H < | < @O MmX >

e Molecule 25: 508 ribosomal protein 1.29

V39
K43
R49
D59

Chain AY: 56% 41% =

| o o o 0 © N~ © N ® Wil o ~ Y © o Blw © oo
o N OO eI ssg I8 ® M < & < 0 0 0
£ M| X0 HEad=+M34 H e o o [=grs] o > ~ B4 =

e Molecule 25: 50S ribosomal protein .29

G62

Chain CY: 68% 25% 5% .

[ | [ | — [ |
) © N ) N ]
< ~ x =) o

e Molecule 25: 508 ribosomal protein 1.29

N15

©
—
=

L19
R29
Q31
Q36
HA1

E]
=3

R47

Chain EY: 59% 29% 13%

N15
L19
N20
A32
G62

3] N N < < 0 0
- m e (=2 ~ )

e Molecule 25: 508 ribosomal protein .29

[ | o
- © @ 0 ~
=X =] (S 1=

ain : 65% 29% 5% .
Ch GY 7
Im-mr:-:le-a8:‘8'%'%'8.3-3-33-3.31

4 = = 1 = H =4 = < wn o o [ < @ = =
e Molecule 26: 50S ribosomal protein L30
Chain AZ: 49% 39% 10% -



Page 63 wwPDB X-ray Structure Validation Summary Report 4V90

.m o mlwls-a ;"I:-a-g-als-l-lz e sl@ $-$-3I$-£I
B HXH o .3 H O =% — — ~ =] [S=T N H @ = wn = =
e Molecule 26: 50S ribosomal protein L30
. s —_——
Chain CZ: 54% 29% 14% .-

oo wolo o - © N~ ©
o NN N0 om M mnmn
< HO [0 N-- - SIS

o
© =
=1 ~

e Molecule 26: 508 ribosomal protein L30

— -~ o o
5] s 0 0
< (% = =

Chain EZ: 75% 14% 10% -«

=] b~ oMl v oo
= - N o M < 8 uw)
~ A = B = H = =

e Molecule 26: 50S ribosomal protein L30

Chain GZ: 51% 39% 8% -
Hglﬁ 7 BoE 5'5‘5‘5'5‘5'5'3 E-Eli-ﬁ fEds §I

e Molecule 27: 50S ribosomal protein L32

Chain AO: 68% 26% e

| o Emo o © o oo N o E
N ™ ~ oo - - 3] N « <& KA ) 0
=4 RN ~ " < 2] 2] H B > 5 =

e Molecule 27: 508 ribosomal protein 132

Chain CO0: 65% 30% v

N M © 0 0 — = — N N M M om0 <+ & [}
- o &3 o B = ~ << ~ H®noMm H =

e Molecule 27: 508 ribosomal protein 1.32

Chain EO: 70% 23% o

l_o ] [re) N
2] @ - 3 ] o ®
o @ 0 o~ = 2] — 12

e Molecule 27: 508 ribosomal protein 132

R16
A23
S33
T43
154

Chain GO: 74% 23% -



Page 64 wwPDB X-ray Structure Validation Summary Report

4V90

| — Il © ~ oo Bln w0 [ o
M © 0 - S o 5] ] < 3
oo B £ = [N << =] (=] =

e Molecule 28: 50S ribosomal protein L33

Chain Al: 55%
0 © N~ M M EH AN By Bt Bl ittt P
~ e X = == Eal = E4 ~ E4 - = [~ =] 5] B3

e Molecule 28: 508 ribosomal protein L33

Chain C1: 60%

e Molecule 28: 50S ribosomal protein L33

Chain E1: 58%

© I QN o) I oy I oy o N oo I ) o
[l wn N~ - NN N ” ™ [l + s n o
o ~ X oH =] B £ £ — o = ~ < X

e Molecule 28: 50S ribosomal protein L33

Chain G1: 64%

< BN B o~ 0 o o w o o
~ N o Mmommommn < & & 0
x B - XX A ~ =~ > o<

e Molecule 29: 508 ribosomal protein 134

Chain A2: 70%

- bel o 3 o N 2] [v] < §3
= ~ ~ = B3 O~ = ~ ~ ==

e Molecule 29: 508 ribosomal protein L34

Chain C2: 65%

© bl © D < D bl w0
L oy Qemolom -l 9
|2 =% B ~ = o ~ w

e Molecule 29: 508 ribosomal protein L34

T24
L31

31% S 9%
27% 0%
27% %
24% w
26% -
28% -
L

Chain E2: 76%

20%



Page 65 wwPDB X-ray Structure Validation Summary Report

4V90

R19
R39
Va4

392
P

e Molecule 29: 50S ribosomal protein L34

Chain G2: 63% 28%

© o oo s B —
p=lS eI = — 2] N 3 5 2 < g
=X @ e = ~ = o ~ £ ~ ~ =

e Molecule 30: 508 ribosomal protein L35

Chain A3: 74% 18%

o © Bl — N < g w © ©
H o = ~ B ~ << = — a >

e Molecule 30: 50S ribosomal protein L35

K51

Chain C3: 77% 18%

B oo [} — N © o N m o o
] ) - ol 3] ™ < & e} 0 0 ©
4 12 ~ £ ~ =] < = wn [=] =] >

e Molecule 30: 50S ribosomal protein L35

Chain E3: 71% 22%

| < N~ o N
M ¢ 10 N 3] < [t} ©
Hox B ~ £ < a %)

e Molecule 30: 50S ribosomal protein L35

R12

)
=
N

G20
R29
V49
S50

Chain G3: 55% 38%

I oy o oo I re) o
0o mla oY e Y SE5838 38
3 ~ < ~ B3 £ R == 2 mm Mo

e Molecule 31: 50S ribosomal protein L36

R39
L43
R44
P45
A47
M48
V49
S50
K51
Y63

Chain A4: 50% 37%

— < o © ~ o < W0 0N 0
I=s) © ] ISRl el R R
=X (7] O O HO NMENXO&LOU

e Molecule 31: 508 ribosomal protein L36

Chain C4: 58% 29%

9%

——
6%

S mmw
5% o »

11%

11%



4V90

5%

24%

68%

wwPDB X-ray Structure Validation Summary Report

QMW © N~ ®©
Y 8888
< o (=3

e Molecule 31: 50S ribosomal protein L36

Page 66
Chain E4:

0.3 999
TLO vera S94

89d 0.3 €ETH

~
©
(=

. 99D 8CTL 89d
S94 LTTV L9L

{418

6211
€9V
{421

S94

LCTV
LGN
9G4

o
. S e S 595 2
> — o o~
3 3 e S

1218

5%

294

8%
6%

X
& 5N £q4
958 1218 zai
L3N [ ex |
o
" 5 95y < 0SA
N zai ~ I 2
[ ek | Y
05A STTD 9%
pI1E %9
€114 LAl
; =
ov 0TIy
5% 6073 51
e B
B}
€0TN 9074 8EN
20TV 0T e
= = Crom = s o = o
— — g 00TV — " 1 £0TN — 8 SEA
e 66 ova 20TV a EL
= ° g " e 861 = Peert  tom g een
.w S Lw I 163 ..ol.,w 8EN 00TV ..w z€D
o) ~ o o | o66d o [oTed
bt = EL = 863 = 0€s
2 2 | oeen & sen e & 62a
— — — —
m m zen m vEL MMM m 8y
zen
o o o o
| e ) oogd ) 3 62a 16V 3 €21
LED = oy = — S 8Ty — [ |
9y — | — © — N — ® L18
sed wn 921 wn & op) o~ wn N [ ets
[ | = STA o N o 188 ) STA
921 LO LO LO ves L0 | via
i & Pt ze1 & mﬁ & mE
| ets 78T €5 T
o $10 o STA | o8l THTL o 179 z81 e 6
@ o .. | | | o | ers 18T %} Coed
LA = < = L0 .a 6ETT = Yo) STA | osL 8yTV = Yo) .a
= = =3 =3
98 o (@) LA o < ab 8ETH o O [ | 6.d O [€a) 90
I h.n.w = r 1% = 2 7.0 9€T1 1% = “m i LM = h
— o= — —
€A M < €A M < [ et | €3 | gety M < [ | THTL M < €1
o = I < v [ a1 ] veTd < v 7.0 ] < v
™ ° (@) ° O m ) feerml o O wn Esm 91T ° O

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 67

L2TY

vera
€CTI
(441}

STTD

0TTV

9074
SOTH

€0TN
[4ua )
T0TH

~
5 o
X om

S61

<
)
~

-
)
<

~
ool
5]

18T

o
~
o

€L

TLO
0.3

89d
L9L

(4749

9€TI

veTa

50S ribosomal protein L7/L12

e Molecule 33

75%

7%

*

. 14%

Chain A6

s

ozA
B6TA

9TA
g18
PIW
€TV

0TV

LI

30S ribosomal protein S2

e Molecule 34

10%

6%

31%

53%

Chain BB

0LD

894

SO

198
(02 4

893

991

€91

163

674

Lvd
97A

o) <
m A
= B4

LEA

3

(4]
Ted

624

ocy

)
—
=

810

91D

¥TH

8H

991a

¥o1a
€9TI
29TA

LSTd
SST1D
15
ESTH
0STI
671D
8%1d

via
€Y1

15745
0%TT

SETH

EETY
CETd
TETH

8CTT
L2138

eIl

j241]

8TTL
113

064

18a

1

SLV

3

TLL

j744°s
€2CH

0zzA
6121

9TCA

(O xAN
60CA

€oza

00zd

1674

88TL
181Q

LOTH

30S ribosomal protein S2

e Molecule 34

10%

6%

37%

47%

Chain DB

[4:1

SLY

69A

L97

LSN
991

€91

o
)
I4

0SN
674

Lvd
9%A
SvL
42!

6E€1

o
]
o

[sel
N
I==

TCA
0zH

810

919

ETA

61

8211

STTd

0zTs

8TTL
L1743

*

90TA

TOTL
00TT

@ O
D 0
o =

961
geM
64
€6H

380

S8

30S ribosomal protein S2

e Molecule 34

10%

6%

36%

48%

Chain FB

09V

LSN

+

08N
674
8¥IW
Lvd
9%A

42!

0%I
6€1
8€H

ey
€D

8¢d
LT3

STH

€N
[44:\

0zH

810

~
=
=

<
=
=

(058
61

O

R LDWIDE
PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 68

0STI

8¥1D
L7171

SPIN
vv1a

0ETH

8CTT

9¢1da

611D

T

€TTT
[43%:)

OTTI

L0TY
90TA

€0TM

T0TL
0071
661
961
ved

€6H
Z6N

781
£8Y

6LA

SLY

S¢Cs

(444

CTCA

(O xAN
60CA

v0za
£02a
20TN

L6T4d
961a

88T1
181Q
98TA

8TV
€874
Z8TA
8LT11

69TH

30S ribosomal protein S2

L9TH
991a
S9TY
¥91d
€971

*

9GT1
SGTD

e Molecule 34

€GTH

10%

34%

52%

Chain HB

6E€T

€EV
{4

0€T

¥TH
E€TA
[4%)]

61

O~ __olda )
ey oo s« S
B ] -
eEe AEXx Ho o

PETT
1ETY
Pras'i jiaa't
= -
112V
STTL *
[ e |
9TTT 1121
[ | 0T2L
£ITT 602A
[ | 80Ty
0TTT 1024
[ | 9021
90TA | sozv
[ | $02a
00TT £02a
661 z0zN
[ ] 1029
961 | o0zd
[ osem 6611
64 [ |
| een | €610
z6N [ |
T6A 06TS
C
8811
88h 181a
| [esTA
z8v S81T
| |
qLY 9.LIN

: 16S rRNA

e Molecule 35

8%

29%

63%

Chain BA:

007D
660
86V

S6D
6D
€60
(4

06D
680

989
80
v8n
€80

S.LD
YLV

TLY

zon

890

TSV

670

€02D
202D

L6TY

€810
[4:3 4

SL10

€L10
cLIY
TLIV

6910

91D
€910
(424 4
19TV

831D

STV

(445
1710

LETN
9€TD
SETD

(435

0ETY

L21D

(44 5]

vt

111D

LTV

¥zed

[44°%]

0ZeY

60EY

00eY
662D

982D
%820
€820
6.2V

€.20

TL2D
0LV
6920

1920
9929

%920
€92y
474

652D
8G2ZH

SG62H

i

L%2D
ovey

evey

0D

9ETY
SETO

CETH

0zzd

ST120

0ozvn
61%0

€T¥D
(4544

0T¥d
6070

90%D

¥0¥D

v6€D

06€N

88€D

i

€8V
(4544

6.L€0

S9en

£9eV

Yvev

cved
15725

CEED

0€ED

€150

T180
0TSV

805N

867V

96%Y
S6evY

16%D
987N

987N
78¥%D

{47474

0EYY

Levn
9TvN

447
€T¥D
[4479]

059D

9gaNn

619N

809V
L09Y

709D

L}

209y
T09D

968V

885D

0850

LLSD

625D

pX4<p]

6150

L15D

08LY
6.L0

LLLY
69.D
99.LV
5.0

95.0
GS.LD

LD

LELD
9€.L0

vELD
€ELD

6TLY
8TLY

T2LD

€TLD

€0.LD
20LY

004D

769V

269N
169D
069D

889D

v89n

1290

€LV

S99V
799D

8590

906V

T06V

868D

268V

068D

188D

§88D

088D
618D

9180
€.L8Y
198D
658D
1580
9%8D
Sv8Y
778D
zven
T80
0%8D

se8n
vesn

628D
8z8n

vz8d
€280

128D

€180

€089

008D

76.LY
€6.0

O

R LDWIDE
PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 69

S00TV

€00TD

6660

S660

€669

F

z86N

0860

8L6V
LL6Y

SLev
V.6V

TL6D

696V

9969

796V

0960
6396V
836V

796D
€569

TS6D

8¥60
Lv6D

LEBY

SE6V

+

926D
S26D

F

Tzen

716V

¢160
T160

780TD

¢80TV

€010
¢LOTD

T€0TD
0€0TN

820TD

S§zoTn

F

1201V

99119

€9TTV

09T1D

8STT1D

CSTTV

0STTV

LYTT0
VIV

L

[442%)

6ETTD

LETTD
9ETTD
SETTN

€ETTD
CETTO

92110

61TTD

LITTY

YIT1D
€T11D

80TTD

2OTTY

76017

880TD

Y0ETD

L6TTD
96210

€62T0

88CTY
1821V
98210

18210

LL2T0
9.21D
sk
YLV
€.L2T0
]
9821V
|
6%CT0
|
(4745

oveIn

hm“ﬂo
ceTIN
ﬂmmﬂo
8¢CT0
92CTO
mmmﬁ<
%1210
E€TCTY
(4149

021D

20gTn
10TV
00210

86TTD

96TTV

3
3

1544
(4545
(25742 4

90%1TNn

e

LBETD
]
CBETD
T6ETN
]
¥8€10
]
T8€TN

SLETY

€LETD
cLETN
TLETD

89€TV

-

€9ETY

|

8GETN

€SETD

8vEIN

¥ve1d

¥1€10

0TETD
60€TD

92STH

%2s10

2ecsIn

61STY

L1519
|
g1sTy
e1sin
|
60510
|
90510
| s0819
081D
£0STY

LBYTD

Hmmau
88%1D
mmmﬂu
8710
owmﬂ<
LLYI0
9LVTV
SLYID

e

8¥¥1D
LYYTY
VIV

132444
ovyIn

61%1D

STPID
vivin

: 16S rRNA

e Molecule 35

8%

38%

-

53%

Chain DA

88N

98D
s8n
ven
€80

8Y

6.LD

LLY
9.9
S.L9
LY

LY

zon

Ll

TSV
oSV
67N

LD

a4l

{472
5%
oD
6€D

S€D
€D

(44

SN

S.L1D

(445
1545

LETN

(44 %]

LT1D
9TTY

v

T11D

660

060
680

€Lzn

1920

S92H
%920

(414 4

092D
652D

P43

92D

6¥ven
8¥%20
L¥TH
Eiz4 4

T2
0zzd

7120
€120

012D
6020
802N
02D
902D

20Td
702D

861D
L6TY

T0%D

66€D

96€0
S6€0

29€ed

v5ed
€5EV
[4si%]

i

9%€D

[42°0]
T7€0

CTEED

0€€D
62EY

G820

LL20

1150
0TSV
60SY
80Sn
T0SD
T6%D

98¥N

i4470)

ozvn

0T¥%D

80%Y

90%D
Sovn
70vd

185D

9150

VLSV

T80

298N

Ll

9550

6750

i

L¥SY
9¥sV

BESY
8€9D
LESD

€egy
[43:14

0€39D

LTSD
92S0
S¢S0

8TLY

STLD

2TLd

*

¥TLD

80.LD
0.0

oLy

L

869D
1690
969Y

769V

2690

069D

L89V

v8on
€89D

9.9Y

.90
€LOV
cLon

8999

3

799D

2s9n
1690

679V

€790
Tyov
Tvon

LE9D
9€90N

€€9D
2e9nN

129D
929D

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 70

S9.D

099

LS.0

¥5L0

2S.LD

6CLY

9€8D
SE8N
vesn
€€8D

628D
828N
Lz8n
928D
ge8y
i74:5]

728D

3

918V

2860

0860
6160
8.6V
LL6Y

t
3

826D
1269

99010
S90TN

€901D
290Tn

65070

€S0TD

F

67010
8%01D

SYOTD

€V0TD

8€0TD
LEOTD
9€0TY

CEO0TD
TEOTD
0€0TN
620TN
82010

920T1D
S20Tn

(440

6T0TV

STOTD

SYTTV

€VTITD

T7110

8ETTD

9€TTD
SETTN

€ETTD

F

62110

€270

Terin
0ZT1D

811N

OTTTV

80TTD

011D
€0T1D
COTTV

L

L6010
96010
S60TA
7601D

T60TY
T60TN
06010
680TD
88019

S80TN
801D
mwmﬁb
080TV

LL0TD

SL0T0
7L01D

¢LOTD
TLOTD

LETTD
9€TTV

82C1D

B61CTY
81210

91TV

v1210

€1eTV

cien

20zTn

667170
86TTD

[4:13%)

98TTD

08TTV
BLTTV
8LT1D
LLTTD
9LTTV

YLT1D
€710

F

89T1N

99TTD

€911V
2911
T9TTD

6STTN
8STTD
LSTTV
6%T1D

LYT1D

60€TD
80€TN
L0€TN
90€TY

70ETD

COETD

00€TD

621D
96210
96210
v621D
€62TD

06219

88CTV

9821TNn
SG8CTV
e
€821T0

821D

921D
.21V

cLTTD
TL2TV
04219
69CTV

99219
09219
85CTD
9821V
G521
veeTv
T9CTY
0821V
iz

Eizan)
j4z4%)

[4z4%)
91D

SLETY
VLETY
€LETD
cLeTn
TLETD
0LETD
69€TD

L9ETD
99€TD
G9€ETD
79eTN
€9ETV
CT9ETY
TOETD
09€TY

8GETN
LSETY
9S€TD
GSETD
7SETN

CSETD
TSETN
ommﬁ<
9VETY

EYETD

e
0vETY

8EETD

9€ETD
SEETN

EEETY

6CZETY
8CETD

SCETD
YCeETY

0ZETD

8TETV

STETN

CIETD
TIETV

wwmﬁo
Nwmﬂo
[VA4%)
8.¥1Nn

SLPTD

e

wwmﬂ<
S97TV
vov1n

£9%10

VPIV
SYPIn
vvvIn

154454

6EVTD

6171D
8IVIV
LI%TD
9T%1D

ETVIV
[454%)
11710
90%1Nn

[4via%)
T0%1D

F

LBETD

S6ETD
V6ETY

TBETD
T6ETN

88ETD
L8ETD

€8ETD

9.£TN

€ESTO

92STD

44515

s

6TGTY

LISTD

€ISTV
21510
TT1S1D

60STO
80STV

90STN
S0STD

€0STY

T0STO
0081V
6671V
86710

16710

F

e Molecule 35: 16S rRNA

7%

34%

58%

Chain FA

880

98D
s8N

5
3

28D

LUy
9.Ld
SLD
YLy

LY

o -
=N
=2

© I~
© ©
< O

zon
79D

890
18D

€SV

1SV

670

3¢

8810

€810
8TV

{4214 4
T9TY

8STH

LY1D
9%1D

445}
EVIV

710

8ETD
LETN
9€T1D
SETD

62TV

121D

€z1n
(445}

91TV

viin
TT1D
(9%
60TV

001D

86V

o <
D
S

Ten

(=3
[}
O

(444

0820

L.T0
9.2H
S.2D

€Lzn

(ka4
6920

1920
992D
S92

(444

092D

852D

952N

¥52d

02D

20zd

96TV
S6TV

9.€D
SLen

CTLED

0.€D0

€5eY

1S6€D

LYED

S%€0
vvev

0€€ed
62eY

L2eV
92ed

€zen

Tecev

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 71

€8eY
28eV
18€0

LLED

LESD

SESY
vesn

808N

508D

2osy

96%Y
S67Y

167D

i

S8¥N

2L

€TLD
CTLY

€0.LD
2oLy

*

169D
069D

¥89n

1290

S99V
%999

2oV
0290
619N
809V
%099
968Y

889D

989D
S85D

LLSD
9150

vesn
€€8D

628D
8c8n

€280

128D
0ozsn

L7180

ST8Y
18y
€180

8080

SS9

€GLY

TS.0

6v.LY
8¥.LD
LYLY

15275

6€.LD

LELD
9€LD

veLd
€ELD

i

T€LD

6CTLY

8€6Y
LEBY

SE6Y
V€60

8269

26D

Tzen
ozen

2160
1160
0160
606V

906V

9680
S68D
768D
£68D

680
068D

1889

S88D

£880

788D

6.80
8.8Y

9180
s.8n
.8D
798D

098Y
658D

S¥8Y

%80

8T0TD

60070
L0070
9007D
S00TV

€00TD

1869
986N

€86V
0860

6.60
8.6V

i
3

696V

1,960

w96V

196N
09601

560
TS6D

V6V

0¥%60
6€6D

€5907D

3

67070
8¥01D
L70TD
9v0TV
S7070

€V0TD

LEOTD

SEOTY

0€0TN

82010

9201d

k

2otV
020TH

66710

06TTD

i

8LTTD

CTLTTD
TLTTY
0LTTV

89T1N
L9TTV
9911D

+

CSTTV
TSTTV
O0STTV
67110

LYTTD

14435
evTID
(47425

6ETTD
8ETTD

9ETTD
SETTA

€ETTD

+

L2T1D
911N

€TT1D
CTTID

80TTD

90T1D
SOTTV

00TTD

90€TV

00€TD

L6219
|
e6210
|
06210
|
LezTv
98210

o

6.21D
s |
L.21D
|
69CTY
89219
|
29210
19TV
|
9821V
|
67210
|
[474%)
L wen
oveIn
| eeety
8ETTY
LETTID
9€TTY

62TV
82T
L2321V

€221

61CTV
812T1D

¥1210
€1eTV
z1zin

2ozt
T0CTV
0021D

1349
7ivin
ETVIV
(4542

[543

90¥1n

86ETY

YeETY

€8ETD

LLETY

VLETY
€LETD

89€TV

99€TD
G9ETD

E9ETY
COETY

€SETD
6YETY
8YETN
LYETD
9YETY

8EETD

GEETN

EEETY

8CZETD

SZETD
YCETY

TZemn

6IETY

9T€TD
STETN
PIETD

0TETD

B6TSTV

L1STD

71510
€ISTV

80STV

90STN
G0STD

2OoSTY
TOSTD

L6710

ﬁmmﬁc
hwmﬁo
Nwmﬁo
6LY1D
8.y1Nn
L1710

SL%1D

0,710

89VTV

SOVTV
7ov10

[4°34%)
ﬁwmﬁc
vSv1D
€SVTD

16S rRNA

«mmﬁb
LYPTV
0¢“«<
134234
0474900

EEVTIV

F

8TVIV

YeSTY
€€STD

TESTY

62STD

9ZSTD

e Molecule 35

41
€CSTD
ezsTn

8%

43%

48%

~
N
*U

Chain HA:

LLY
9.LD
SLD
YLV

LY

0ln

99V

79D

zon

LS9

o
{4

oSV
670
8%
L9D

44l
(0)20]

6€D
8€D

9€d
gen

EEV
(434

8cy

543
81D
10
9TV
€1

0TV

L

9D
SN

eV
[44

SL10

9910

¥91D
€910

T9TV

6GTD

8%1D

SY1D
445

(445
1710

LETN

CETD

0ETY

SN

(445

9TTY

vIin
111D
0710
60TV

901D
SO0TD

66D
86V

76D
gen

6.0

O

R LDWIDE
PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 72

LT

sven

0%ZH

8€TY
LETD

CETH

raae]
vzen

02z

L1720
9ren

€1¢H

112D

6020
8020

9020

L6TY
96TV
S6TY
7610

3

881D

€810
28TV
18TV
0810

8.LT0
LLTD

£8eV
28eV
18D

6.L€0

slen
vLEY

CLED

89¢en
L9en

£9eY
29€D
T9€D
09€D

9GeV
SSG€D

€GEV
2S€0

9%€D
S%€0
vhev

[43°0)

0€ED

Leey
92D

vzed

TCEY

L1€E0
91€0

T0ED
00eY
662D

162D

682D

S820

€.20

TL2D
0LV

69%0
89%V
L9%0

8C¥D

744
€C¥D
[4472]
1247418

617D

9T%D
STPV

70%D

207D
10%0

66€D

LBEV

26€0

L8€N
98€0

6GSV
855D
LS8SD
9GS0

2¢ssn
L¥SY

i1
S%S0

€vsn

0%9d
6€3Y

L9
9€39D
SESY

CESY

0€SD

128D
9280

i

L18D

€190

1180

08¥N

¥.LvD

0L%D

799D
€99V

8590
Ls9n
959D
SS9V

€99N
259N

089D

7yon

{444

(074524

1299
9299

€290
[44°) 4

0290
619N

S19D
709D
868N

165D
965V

i

185D

785D
€8SV

185D

L1199
9.9

€LSY
TLSY

995D
$S9sn
7950

29sn

S¥.LD

eV.LY

004D

869D
1690

269N
169D
069D

889D
189V
989N
G899
v8on
€890

6,90
89N

9.9V

.90
€LV

TL9D

199D

618V

66.LD

16L0
96.0
SG6.L0

c6LY

§88D

6180

I

858D

58D
TS88D

7¥8D

zv8n

L

8€8D
180

se8n

i

88N
4280

€280

128D

0860
6.60

LL6Y

SLev
22X 4

¢L6D
1,69

696V

996D

796V
£96D

T960
0960

T€0TD
0€0TN
62010
820TD
201D

S20Tn
j£4u%)

1201V

F

L1010
9T0TV
ST0TD
V10TV

11010

800TN

SO0TY

20019
T00TD

$660
766V

e

z8en
1860

62110

18019
98010
98010
801D

080TV

8L0TN
LL0TD

7.L0TD

TLOTD
TLOTD

L90TV

99010
901D
€901D
901N
790D
09010
65010

LS0TD

80210
L02TH
902TH
S02TNn

€0CT0

00210
66TTN
86TTD

9611V
S6T1D
v6110
€6T1D
611D

06TTD
68710

L8TTD

€8TT0
28TTD

08TTV
6LTTY
8LTTD
LLTTD

CTLITD
TLTTY

99T1D

6STTN
8GTTO

0STTV

8¥11Nn
LYTTO

Yy11D
EY11D

3

6ETTD

LETTO
9€TTO
SETTN
YETTD

CETTO

¥ve1d
EVETD

0vETY
6EETY

LEETD
9EETD

YEETD
EEETY

ogeTn
62ETY
8CETD
LTETD
9zeTN

0ZETD
6TETY
8TETY
LTETD

STETN
PI€TD

0TETD

80€TN
LOETN
90€TY
SO0ETD
¥0e1d
€0€TO

862TN

vevin
€CYID

61710

LI%TD

STPID
vivin
ETPTV
[as4%]
T .Hm._” D
90710
S0 1D
¥0%10
€07 1D
2o¥%10
T071D

F

LBETD

C6ETD
T6€1N

T8€TN
08€TN
6LETD
8LETD
LLETY
9.e1N
SLETY

€LETD

0LETD

89€TY

99€TD
S9ETH

L

T9ETD
09€TY

8S€TN

SSETD

CSETD
TS€T0
0SETY
67ETY
8vETN
LYETD
9VETY

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 73

pracpi
9ZSTD
GTSTD
41
€TSTD
ezsTn

B6TSTY
8TSTY
LISTD

EIGTV
[asi9

60ST1D

3

SO0STD
70STD

96%1D
S671N

88%1D

98%1D

SL%1D

TLP10
0L¥1T0

89VTV
L9%1D

vovIn

8S¥T1D

YSY1D

1344234
0474900

9€VTIN
SEVTD

0EVTY

cESTN
TESTV

308 ribosomal protein S3

e Molecule 36

12%

23%

61%

Chain BC

2 )

T

90TA
(o)

TOTI

66V

L6A

06A

884

983
S84
78A
LLT
0LL

99A

II...w II
©
H

894

Ll

08y

Ly
ovd

€v1

[
<
II"

ovd

9ea

0zs

8TM
L1d
£19'8

o
A
Cl

Ld

TozM
002A

€6TA

98TL

78TA

2¢8TI
1810

6.LT4
811

SL11

6914
89TA

7914
€97V
¢oTI

95TY

Ll

147491

LETY

ety
€78

8CTA

€210

121l
0zTI

308 ribosomal protein S3

e Molecule 36

12%

27%

58%

Chain DC

S0Td

T0TI

66V

€6d
{434

06A

.lgg
~

S84

18D

LLT

o

S9Y
79I

e

8GH

{44\

[
N
2!

8TM

2Tl
Ty

8N
Ld
9H

2!

9023a

€024

TOCZM
002A

€6TA

78TA

2811

8111

SLTT

L9TM

S9TL

6£TD
SETH
CETH

TETH
0ETA

8CTA

S¢Td

€210

1211

811a

TIT1

90TA

1021

308 ribosomal protein S3

e Molecule 36

12%

24%

[} ~
383™885s
~ << ~ (2]

60%

Chain FC

o11d

A

o M n © N~
0 0 10 10
=0 H > H

Ld
9H

7918
€STA

Ll

i3

07 IN

Le1d

(445

+

9TTA
STTT

c1ia
TT11

30S ribosomal protein S3

e Molecule 36

12%

.

21%

64%

Chain HC

O

R LDWIDE
PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 74

0ZTI

801X

90TA

€0TI

€6d

3

L1d

€024

TOZH

LBTD

€6TA

28TI

6.LTH

SLTT

cLTY

6974

S9TL

2911

¥STS

81D
LYTH
Al

LETV

3

0E€Td

2eis
12Tl

308 ribosomal protein S4

e Molecule 37

7%

33%

60%

Chain BD

€94

0
[T
=}

0 ©
NS
Mo

o oy N
o0 < s
A~ o ~

©
[2)
o

0
™
||||I =

o -
M M m
B O

~
N
<

o0
oy
= wn

]
—
©n

111

o
S

(44

00CI

86TH
1673

€61V
(415
T611

8814

Ll

8LIN

9.1

v.i1a

897d

9974
S9TH

€974

1911

SSTA

€318
[4:34s]

0STH

Ly13
V1Y
SPTI

6€Td
SETA
TEIN
219

9TIN

STTY

€173

1114

60TV

902X
S02s

[4oracs

308 ribosomal protein S4

e Molecule 37

6%

33%

60%

II‘w II
™
H

Chain DD:

N-Oi
<< —

0.4
693

©
©
=)

999

)
&

-

@
jre}
=4

0
w0
II'J II..

€GA

8%1

o%d
SPi

evy
(472

8¢d

9ed

o
™
O

o
o
&

44

[4a8

STH

€74

(0158

0021

L673

S6TI

€61V
261s
T611

88TH

981d

2814

8LIN

v.l1a

TL1T
0LTM

891d
L9TX

3

TSTh
TSTH
0STH

8V
Ly13
9vTY
SYTI

€VIA

0%IN

YETS

TEIN

219
9TIN

YCIN
0CTH

9TTh
STTY

1114

L0T4

902x

[4oracs

308 ribosomal protein S4

e Molecule 37

38%

57%

Chain FD

(470

3
+

9ed
sed
el
€EN

Tex
0EL

1

SCTA

€es
[401

611

11T

8LIN
LLTH

SLTV
TLTT

891d
L9TH

7910

(45244

€918

0STY

PAAS

SYTI

EVIA

6€Td

9eTh
SETA

CeTI
TEIN

LT1D

9TIN

0ZTH

L1771

STTY

(4344

OTTL

L0T4
901D
SOTI

€0TA
COTA
TOTA
00TN

164

761

%02x
€021
[4vacs

308 ribosomal protein S4

0021
L6174
€61V

261S
1611

2814

e Molecule 37

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 75

6%

39%

55%

W ON~0DNO = NMm
DO OO DO OO O
A9 49NN
HZ2M®KEAH>Mm|4

Chain HD

9LK

cLd

0.4

D
©
5]

3]
Q
=

[4:1

094

89

994

)

[4:p)

9%d

3
~

g

8€d

9gb

el

[4°10]

0€L

81

92d

{488
121

611

STd

TLTT

89Td

S9TY

[4°)a 4
1911

€418
0STH
Ly1d

ovTYd
SPTI

3

YETS

CETI
6CTA

121D

749
0CTH

91T
STTY

€174

T11d
0TTL

1074
901D
SOTH

20TA
T0TA
00TN
66a
861

64
7671

161
T84

8.4

€61V

T6TT

88TY

7814

3

e Molecule 38

vL1aQ

308 ribosomal protein S5

10%

32%

54%

Chain BE

€T

911

0STd
6718

LYW

S¥1a

8ETY
LETA

SEIN

0ETS

8CTX

STV
YC11

CTIN

0CTA

81TV

STTT
4278

TTTW

308 ribosomal protein S5

e Molecule 38

10%

28%

58%

Chain DE

SOTI

T01d
00TS
66V

16D
96K

76A

€8H
4:1]
181

994

YTl

308 ribosomal protein S5

{44

ozcy
6TIN

911

€1d

LSTH

SGTV

€GTA

0S1d
6718

LYTH

sv1a

0vTL

STT1
4278

TTIW

e Molecule 38

10%

7%

25%

57%

Chain FE

*

TTTH

801D
%01D
66Y

86d
160

964
6A

va

8¢

9y

ST1

9ETA
SETN
veTL

9TTA
STV
¥Z11

e Molecule 38

CTIN

81TV

STT1

308 ribosomal protein S5

10%

5%

30%

55%

Chain HE

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 76

LSTd
9GTH

YSTV

6%1S

{4498

OvTL
6ETY

LETA
9ETA

PeTI

TETL

9CTH
STV

ZCIN

LITA

STT1
YITA

e Molecule 39: 30S ribosomal protein S6

[A9%:
TTTH

*

90TI

701D

24%

17%

Ll

52%

Chain BF:

66V

96A

Y6H
€63%
6L

06K
68A

v
TLI

890

3

[4°1
191

8SH

e Molecule 39: 30S ribosomal protein S6

26%

27%

®
It}
B3

42%

Chain DF:

Ll

TLI

— o < 10 © oo [
© © © © © ©
= > mo< o

©
re)
==

—
)
=1

i

9vd

6€1

66V
864

L

e Molecule 39: 30S ribosomal protein S6

06

188

26%

7%

22%

44%

Chain FF:

00TSs
66V

96A

¥6H
€63

68A
88l

S81

T8N

o
S
II‘ﬁ II

LLL
¥L1

890
L9d
99V
994
7oA

1

8SH

9G)

e Molecule 39: 30S ribosomal protein S6

26%

oo <
© NN
{7 B = |

31%

40%

Chain HF:

©
oz
o =

©
~
B

~
©
o,

[ Iy
© © ©
== >

19T

6GA
8GH

791

TSI
06d
674

SvH
{42
€7D
[47:\

©
]
~

o)
N
=

o N N
=EH B

61d

© N~ o
o
m o>

o
—
(&%)

o
= =

[T}
=]

)
==}

864

e Molecule 40: 30S ribosomal protein S7

16%

18%

63%

Chain BG:

GETA

0ETN

9z1a

€274
CTIN

295

TTTY

9014

Ll

€94
294
TV

894
PASH]
99
671

i

14728

9EN

82N

0Zs

814

ST1d

€11

©

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 77

6714

e Molecule 40: 30S ribosomal protein S7

LYTV
9vTd
SYIV

16%

23%

58%

Chain DG:

2TIN

61TY

L1TV

€11Q

TT14

60TY

€0TM
2otTyd

980
S84

€8S

3

6.4

LLS

194

<
©
I>I

e Molecule 40: 30S ribosomal protein S7

294

65T

9SY

Ly
oY

SEN
LZA
741
814
LT
9Td

LI

€4

YPIN
EVTY

TPIA
o¥v1a
6eTd
8ETYH

9€TH
GETA

€ETL

¥C11
€21

. 16%

16%

66%

Chain FG:

(44

o
N
©n

814

S1d

o~
] 0 ~ —
A ~ - Gl

e Molecule 40: 30S ribosomal protein S7

16%

33%

50%

Chain HG:

20Ty
661

964
Seyd

T6éA
88d
L8A
98b

€8S
28D

[49%

0Ty

[ ISTe] N~ o
- H O

TT1d

90T

70TI
€0TM

e Molecule 41: 30S ribosomal protein S8

—
5%

32%

63%

Chain BH:

661

96

€6d

S81

6.LS

SLI

CTLA

0LV

994

19T

6GT

1G8d
983

%5a

[4cic

8va
Lva

52!

€EN

6CS

| © ~ o w0 oo W B
[S] 0 0 o= A - = Il
n = [=] <A =aH -4 o =

e Molecule 41: 30S ribosomal protein S8

8CTA

STTY
j43x°
€11a
CIil
TTTH

607D

LOTS
9071

¥0TA

26%

69%

Chain DH:

O

R LDWIDE
PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 78

b
L

1211

254

LOTS
90TL

voTA

00T

86D

€6d

683

984
S81

€81

T8d

6.LS
8LA

SLI

0LY

3

994

€91
2oL

i

Lvd
152!

€ex
2e1

441
8Tl

T

o
D -
Inz

LI

5% «

25%

L}

69%

e Molecule 41: 30S ribosomal protein S8

Chain FH:

€81
[4:5)

o
@Q
Iﬁl

8LA

TLA

vox

191

@
[re)
-

LSd

Svd

5%

33%

62%

e Molecule 41: 30S ribosomal protein S8

Chain HH:

TOTI

6671

96K
S6A

06d

78y
€81

LSd

8CTA

9CTI

e Molecule 42: 30S ribosomal protein S9

verd

3%t
€11a
(4338

L0718
90TL
S0TS
voTA

8%

39%

51%

Chain BI:

62T
€Ty
[4ax:s
12TV
6174
9TTA
TTIA

9074

v0TA
€0Td

664

968

761

(4
T6d

684

5% -

37%

56%

e Molecule 42: 30S ribosomal protein S9

Chain DI:

TEN
0€L

[4a)

S¢1d
very
€CTY
8111

STTA
A%

TTTA

60TH

L0TQ@
9014

voTA
€0Td

0013
664

NEw ©
[} QO
=] @ n

8%

33%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

55%

e Molecule 42: 30S ribosomal protein S9

Chain FI:



wwPDB X-ray Structure Validation Summary Report 4V90

Page 79

-
@
[=]

~
oo}
|

o o
52

N oM
o om
H w0

093
654

%91

[4i

LA
OH
SvH

Iv
[}
wn

e Molecule 42: 30S ribosomal protein S9

33%

62%

Chain HI:

664

Seyd
761

ced
T6eda

684

181
98Y

08y
6.1

69D

S91

€94

i
SvYd

(47t
15!

6ed
8€A

0ETY
62T

€eTy
[44%:

0T

e Molecule 43: 30S ribosomal protein S10

8TTT

295
€TTY

5%

30%

61%

Chain BJ:

00TI

96A

0671

88l

€81

LLA

9.1
S.a

e Molecule 43: 308 ribosomal protein S10

6% + 5%

3

29%

59%

Chain DJ:

660

061

88N

98Y

(428

9LT

€LT

€90

683
8GN

1

€61

SPY

{474

071
6€d

9EA

L

CEL

8TI
LT1

STH

64

L9

Sy

2011

e Molecule 43: 30S ribosomal protein S10

- e
oo 5%

32%

60%

Chain FJ:

261

061

88l

4 4
(44N

e Molecule 43: 30S ribosomal protein S10

5%

9%

30%

56%

Chain HJ:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 80

€6V
261
16Q

§I

88

S8d

€81
{428

©
~
=

790

[4°L}
1oV

8GN

9GH
SGd

0SL
(4741

vd
oI

sed

3

Lca

[
..‘+
IQ

LT1
9TYd
STH

+

e Molecule 44: 30S ribosomal protein S11

20T

9%

22%

64%

Chain BK:

[4qx

8TTH

TITL

cria
TTTL

90TY

L

0071

€64

069
68d
889D
183

*

281
T8N

6.1

TLY

694

SOA

OPN

SEL

€21

ey

81d

9TA

42!

6CTA
82Td

9T
SCTH

e Molecule 44: 30S ribosomal protein S11

9%

5%

33%

53%

Chain DK:

6CTA
82Ty
L2748
ST
[44x:¢
8TTH

ST1d
YITL

cria

90Ty

0071

889D

e Molecule 44: 30S ribosomal protein S11

9%

8%

31%

2
=

52%

Chain FK:

N~ 0 D Py
0 00 =
X O A A

98A

T8N
08y
6.1

SN

LY

- N
s
<A

L9V

3]
©
<

oo}
0
7]

{4741

07N

SEL

Ll

81d

€14

269D

e Molecule 44: 308 ribosomal protein S11

9%

11%

45%

34%

Chain HK:

2sd
199
0SS

LYV
oL

Y

TeI
0oel

8CN

9Ts

j£4:

{444
144
(4

81d
L18

STh

5

oo
6% oo

821y

29%

(@]

5074 —

| n

Z0TV

TOTN . m

0071 S
| o X
161 = <
| & ©

64 —

269 m

l z

3

183

=

—

N

o

mmq o

6.1 )

8.0 ~f
LIA i) .
9.3 = —
mE % [aa)]
z.a iIs) . m
0.0 = <
694 ° @)

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 81

Svd

8EA

€0

1

620

4 4
ferac

L
+

e Molecule 45: 30S ribosomal protein S12

STH

12Ty
LITX
[431]
0TTH

20T

oo
5% e

29%

65%

Chain DL:

2011
TOTV

664
86A

96H

e Molecule 45: 30S ribosomal protein S12

€T
LITXA
9T
ST1S

(%

S
5% o

30%

o
~
Im'

63%

Chain FL:

~
o
Il-‘

08I

9.3

89D

S98

€9A
294

09D
635N
891

954

At

2TSA

9¥N

2!
(474

(AN

€CTd

3

9TTH
G118

(%

2011

664

e Molecule 45: 30S ribosomal protein S12

37%

59%

Chain HL:

067

CTLH

€CTA

1214

6TTA

91T
ST18
7455

Ll

e Molecule 46: 30S ribosomal protein S13

664

96H
S64

——
5% -«

24%

68%

Chain BM:

e Molecule 46: 30S ribosomal protein S13

—
5% -

30%

62%

Chain DM:

O

R LDWIDE
PROTEIN DATA BANK

W



4V90

wwPDB X-ray Structure Validation Summary Report

Page 82

T0T¥

39%

54%

=

e Molecule 46: 30S ribosomal protein S13

Chain FM:

184

€81

T8N

8.4

T4

994

7oA
€94

pACE:S

¥sa

16D

675

Lvd

8%

39%

49%

e Molecule 46: 30S ribosomal protein S13

Chain HM:

054
6¥%S

SYI

3

vV
6€1

veT
€er

0es
624

LTa
92d
SCA
44

(448

0zl

8TV

YTH
€14

—
—
a

(S n © 0
<ﬂ-’.|<0|2

ST1d

€TTY

1074

70Tl

20TL

001D

e Molecule 47: 30S ribosomal protein S14

864

S6T

78D
€81

6.4

5%

7%

34%

54%

Chain BN:

SSS

L

e Molecule 47: 30S ribosomal protein S14

+ 5%

32%

62%

©
[}
=

Chain DN:

144

5101

124

€14

Pa’s

-

€3

5%

5%

34%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

56%

e Molecule 47: 30S ribosomal protein S14

Chain FN:



4V90

wwPDB X-ray Structure Validation Summary Report

Page 83

c6d

TeI

5%

37%

58%

e Molecule 47: 30S ribosomal protein S14

Chain HN:

6D

vea
€ed

TET

62V

Le1

18%

78%

e Molecule 48: 30S ribosomal protein S15

Chain BO:

1871

[ |
8y
[ |

L4
| Yol
7.0 —
| n

o1
] i=
£9Y .w
| o
8v3 b
L% oF
—_
- ¢}
£vd =
| | o
681 %
1 2
Sed =
- —~
zzl %
oz o
1 &
y1d ~f
[}
=
B
3
oF <
| )
€1 M
e N

24%

74%

Chain DO:

181
98D
S81
784

281

24%
22%
29%

R LDWIDE

O

erbDeBe

75%
w
PROTEIN DATA BANK

73%
70%

e Molecule 48: 30S ribosomal protein S15
e Molecule 48: 30S ribosomal protein S15
e Molecule 49: 30S ribosomal protein S16

Chain FO:
Chain HO:
Chain BP:



wwPDB X-ray Structure Validation Summary Report 4V90

Page 84

o
©
i

©
~
=

SLI
PL1

0,4

89S

2s1
TS

e Molecule 49: 30S ribosomal protein S16

67D
8vd

=N mENN @Y. o
el b AR 4 AR
H =0 Ex

62N

—
5%

30%

65%

Chain DP:

[4:3

e Molecule 49: 30S ribosomal protein S16

33%

63%

Chain FP:

e Molecule 49: 308 ribosomal protein S16

30%

70%

Chain HP:

8LA

e Molecule 50: 30S ribosomal protein S17

——
« 5%

29%

64%

Chain BQ:

28y
8%

L4
9LA

TLL

Ll

S94

191

15d

SSI

[4sic

0SN

LYH

€€1

6CTA

(44
121

S1d
1S
ETA

Iw- |
e Molecule 50: 308 ribosomal protein S17

94

28

6% + 5%

38%

50%

Chain DQ:

ELM

0LL
693

S9Yd

(418

6SA
8GA

SGI

€90
[4°xc!

0SN

8va
LYH

SYH

54728
{4729

6€X

Led

vex
€eI

o€

Lcyd

{44\

0zs
613

LT

718

A%

e Molecule 50: 30S ribosomal protein S17

L4

SLT

——
« 5%

32%

61%

Chain FQ:

831
084
6LA
8LA
LL4

(04

8€1

e Molecule 50: 308 ribosomal protein S17

9eN

€€1

6CA

Lcd

441

{44

0ozs

LIN

IS
ETA

O

R LDWIDE
PROTEIN DATA BANK

W



Page 85 wwPDB X-ray Structure Validation Summary Report 4V90

Chain HQ: 52% 32% 1% 5%
-3 B S-Elﬁ 2 5*5'5 ﬁrﬁ §-§-§I§ E-Elﬁrﬁ-ﬁlé §-§i§ E EIEi
e Molecule 51: 30S ribosomal protein S18

Chain BR: 52% 21% 27%

e Molecule 51: 30S ribosomal protein S18

Chain DR: 53% 19% . 27%

e Molecule 51: 30S ribosomal protein S18

Chain FR: 63% 1% 27%

e Molecule 51: 30S ribosomal protein S18

Chain HR: 52% 21% 27%

e Molecule 52: 30S ribosomal protein S19

Chain BS: 55% 25% S 1a%

K29
S35

o — INEd 0 O~ 0 o oL oM ¢ wEwn ~ o
S 0 © — IS Nal [ENESEY] [ ] < o} © © © ~ ~ [
(2B ] < = novAX B = (=} o~ HAME << = >

e Molecule 52: 30S ribosomal protein S19

. I
Chain DS: 65% 21% 14%

b - [ o0 < B 0 te} © © O O Y O N~
Lol ~ = ~ A l ~ = mEAM@E> o

e Molecule 52: 308 ribosomal protein S19

140
145
149



Page 86 wwPDB X-ray Structure Validation Summary Report 4V90

. . |
Chain FS: 49% 32% 5% 14%

o w0 o]
) © i 3] 0
~ 3 = wn w0

e Molecule 52: 308 ribosomal protein S19

w o 0o Wil o <4 v m ol
— IS Nal N N MM m [} 23
= < > (2} EET - < =0

Q56
H57

|
V62
T63
D64

| E65 |

M66
ve7
G68

|
G72

|
A75

|
R78

|
R81

3 I
Chain HS: 46% 36% . 14%

) 5 S I o 0 © N~ [ — ~
< LW ©©OWOOY OO~ ~
(=] S 3] = H® = > = = =

La7
R78

o mm Lo Mo oMY v © N~ o=
< 0o N [ o3e N N N ® gmmm-v'wﬁ'-
0 A XX [ -] £ (& oA =0 e H oA

e Molecule 53: 308 ribosomal protein S20

Chain BT: 71% 24% -

@ <
©

e Molecule 53: 30S ribosomal protein S20

IMaEmw o NN~ o My My Mo o MY v |
M <0 ~ — = (SRS g $ S 38
= H X << L= [ == B x o X = o

P56

~
0
=1

K64
A87

Chain DT: 62% 26% 8% a

< ~ ~— [ o I o) ~
) ~ ) © © ~ ~ © © ©
= < x B3 = x = < E3 <<

e Molecule 53: 30S ribosomal protein S20

R10
M27

o [} < N~
@ m NA <
B X x <= o

K49
F51

< 10 ©
0 O O
=Son

A62

Chain FT: 68% 25% 5% -

) © N~ ) — — — N 3] < < 0 0w © © © ~ ~ ~ ]
= n < x =] =] < ~ o ~ o X = o < B9 =} = << = £3

e Molecule 53: 30S ribosomal protein S20

Chain HT: 69% 23% 5% - -

i
o < ©
= H B3

e Molecule 54: 308 ribosomal protein S21

3] ) ] 0 © © © 0 N © N~
-1--1-01 388 N-<t<<r E-w © © ©
H = < om0 = (= = < = H T

K71
R74
K85

Chain BU: 31% 34% 7% 28%



wwPDB X-ray Structure Validation Summary Report 4V90

Page 87

o
[
IIII:u

SeY

30S ribosomal protein S21

eed

e Molecule 54

28%

24%

44%

Chain DU

45!
€9A

vva

3

0%y
6ed
8€X

CEA

L2

€20
(443

308 ribosomal protein S21

0oz

crd
T1d
ord

6N

S

e Molecule 54

28%

10%

N~ OO <
mmm S
I"""m&.m

35%

27%

Chain FU

!
E€SA

1S5S

673

@ S
=2 =

W O~ 0N
NN
B <O >4d

azcs

614

YIA

T1d
ot1d

9A

I

30S ribosomal protein S21

e Molecule 54

28%

34%

37%

Chain HU

Sva
vva
E%L

Tvd
[}

oo 0 © N0 0
N o0 0 0 m 3]
A B & [ RS

0 © N~
RSN
E

o
3]
&

614

114
911

Elongation factor G

TIA

e Molecule 55

6%

26%

66%

Chain BV

9EA

€ER

i

€11

8V
LI

2
3

7L

v1c1

T0CL

86TH
L61a

S6Ta

€6TM

T6TI
06TY

88TH

28TA

8LTH
LL13

SLTV

TLT1

YoTY

09TL

1§74

eV
TYIN

LETH

SETA

€ETA
L2TM
vera

€eIs8
[441:]

3

811D

9TTA

SOTA

€0TH

1921

65CN

1821

Tse1
TSeY

8¥CI
LyTa

vvel

LETK

YETH

Rorect
0€es

144 4

veea
€¢CI

TZeN

6TCH

L1243

iat

€¥vd

Yivd
e1vd

L0v3

[4va g

€6EL

2¢8Eel

8.LEY

9.,€d

vLeI
69EN

S9ed

€9€1

09ed
65€Y

EVEN
(4498

9ged

£TEN

Teey
0zeT

L1ed
91ed
S1ed

€1ea

3

$99d
0950
LSSI
9%Sd
T9S%

9€5d

YESA

€9

1998

€990

0591
679N

9%94

TT9A

809V
L09%

$S094

€093
209%

183a

i

€894

0894

8.1ST

9.LSI

TLSH

695K

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 88

L69Y

6893

S$89T

89N
1891

L99V

Elongation factor G

e Molecule 55

5% oo

28%

64%

(o}
Qs
&

Chain DV

864
161
96.L

76d

C6H

06d

3

Z8H

084

8.0
LY

SN

€91

953

TSa

oza

+
-

%
0TA
64
8y
LI
9d

21

1021

661D

167Q
96TV

€6TM

06TV

88T

G8TT
781d

T8TA

.13
9,73
SLTV

€LTI

TLTT

YITV

i

2911
19148

8STI

TSTd

SP1a

EVIA
CYIN

LETY

TEIN

verd
€e1s

811D

i

SOTA
7014
€0TH
coTs

66A

60€Y4

€0eX1
20€D

00€a
6621

S6cI

88CS

€81
082a

9.2b

792

982A
[4c1a

YETH
€ETT

Tecd
0€Ts

9zTy

jgascs
€221

Teen
0zzh

L1724

gTey
4548

TICH

S02d

€022

2evd

8T¥I

SPSI

1574508

S€Sd
YESA

T2sa
0ZSI

STSA

+

015D

905V

Yo%
€089

867A
L6731

Y671
€671

08%d
6.L%A

89¥%1

29%D
TOWKH

SSHh

€978

9V

s
£v¥d

0EVN
62cvd

j442%
47008

0591

S79b
799D

(4740
TYOW

S€9T
2e91
TE9A
0€9a
T29A
LTOW
€197
2191
TT9A
809V

%099

1094
009y
6651

LBSY

S657T

1681

1850

€854

189D

8.9T

S.99

*

695K

0950

83sb

€GSA

L69Y

V691

169d

factor G

6893

S891

T8N

€L91

L99Y
999X

e Molecule 55

7998
0991

on

Elongat

27%

66%

Chain FV

[
o)
=]

06d

181

0
)
=

0SIW

9EA

L}

0za

7L

[441))

0zTh
6TTA
811D

9TTA

i

SOTA
7014

20TS

0074

864

voea
€0€N

00€a
6621

S62CI

(4314

06CZA

88CS
,8¢d

S98CA
¥8cd

28T

082a
6.1

9.2d
€LTH
9920
€921
2921
1921
09za
SS2H
2Sel
LETA

€€T1
[434cs

0€CS

jgaecs

TZeN

Moo N®MSLON~ O M
o O ey S o
oo c@are 9 oMo
< CZ<una@naE A< Ex

¥ie1

S02d

£02d

1215728

9T¥I
STVA

€173

60%H

¥ovI

€6€L

98€T

[4:308

08€D
8.e4
SLex
vLET
€.Led
S9ed
29gY

SvES

EVEA

N~ OO
Mo oo <
gmmmm
=50 S

€EeT

0EEN

0950

LSSI
78S
6€SQ

9€54

829D
1,28d
92Sd

vesd
T2sa
915D
STSK
$180
015D

L0SY

SOSH
v0Sy

[4cics

el
SYvd

€¥vd

14449
€TV
2ecvd

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V90

Page 89

L69Y

S891

89N

1,94

TL94

L99Y
999K

€99

1998

659d
8591

6791

9794
S79b

€N
(47288

SE€9T
S99
9191
€191
2191
TT9A

709D

16971
0694

283S
8491

1,94
9.S1

YLSH

6954

L9SV

Elongation factor G

e Molecule 55

5%

25%

68%

Chain HV

671

veL
€EA

T€T

o .
2}

STI

OTA

S 0

1123

4548

{ofacs

00ZA
661D

1610
96TV
S61a

T6TI
06TV

88T

S8TT

2c8TA

LL13

7914

TST4

evIA
CYIN

SETA

8CTY

SCTL

[4413]

0zTh
6TTA
811D

OTTA

L01Q@
9011

70Td

20Ts

864

oged

€TEN

Teev
0zeT

L1ed
91ed
ST€d

OTEH
60€Yd

S0€L
v0ed

1

00€a
6621

T62d

682d
88CS

9821
G8CK
¥82a

08za

+

29TI

6SCN

LSTT1
952

©S2h

TSV

8¥%¢I

0€zs

Lgey

i a4

Teen
0zzh

8SVI
i)

TSPN
€S¥S

E¥Pd

v

LEVY

SEVT

627d

€ven
cven
T%€D

2191
TTOA

609%

€093

L

¥8SH
€89K

9.S1

YLSW
6994
0950
LSSI
6%SK
9%Sd
CESH
6298
829D
Lesd
9esd

12Sd

B6TSA

L1SH

07SD

L0S%

Y01

2059

g674d
Cian
€671
88¥%A
08va
cLvd

29%D
TOWKH

%991
1999
679N
L%9s

9794
5790

€V

(4748

€191

iomycin

\%

e Molecule 56

17%

67%

17%

Chain BW

iomycin

\%

e Molecule 56

17%

67%

17%

Chain DW

iomycin

v

e Molecule 56

50%

33%

. 17%

Chain FW

e Molecule 56

Tagy

lomycin

\Y%

O

R LDWIDE
PROTEIN DATA BANK

W



Page 90 wwPDB X-ray Structure Validation Summary Report 4V90

Chain HW: 33% 67%

N
<

UAL5



Page 91 wwPDB X-ray Structure Validation Summary Report 4V90

4 Data and refinement statistics (i)

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

Property Value Source
Space group P1211 Depositor
Cell constants 361.60A 361.77TA  433.20A .
Depositor
a, b, c,a, 8,7y 90.00°  103.57°  90.00°
Resolution (A) 70.00 — 2.90 Depositor
% Data corppleteness (Not available) (70.00-2.90) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(l)>"1 1.35 (at 2.91A) Xtriage
Refinement program PHENIX Depositor
R, Ryree 0.223 , 0.272 Depositor
Wilson B-factor (A?) 73.3 Xtriage
Anisotropy 0.160 Xtriage
L-test for twinning? <|L| > =046, < L* > =10.28 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 592086 wwPDB-VP
Average B, all atoms (A?) 32.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 29.65 % of the origin peak, indicating pseudo-translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo-translational symmetry is equal to 1.4952e-03. The detected translational NCS is most
likely also responsible for the elevated intensity ratio.

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.

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#data_stats
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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: GCP,
DPP, ZN, KBE, 50H, MG, UAL

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 AB 0.37 0/2828 0.55 0/4410
1 CB 0.30 0/2828 0.52 0/4410
1 EB 0.35 0/2828 0.56 0/4410
1 GB 0.40 0/2828 0.57 0/4410
2 AC | 071 0/2121 1.10 8/2852 (0.3%)
2 CC 0.60 0/2121 1.00 3/2852 (0.1%)
2 EC | 0.69 0/2121 1.04 6,/2852 (0.2%)
2 GC 0.59 0/2121 1.00 4/2852 (0.1%)
3 AA 0.44 0/68626 0.60 5/107056 (0.0%)
3 CA 0.34 0/68626 0.55 3/107056 (0.0%)
3 EA 0.41 0/68626 0.60 5/107056 (0.0%)
3 GA 0.35 0/68626 0.59 5/107056 (0.0%)
1 AD | 0.74 0/1586 1.12 7/2134 (0.3%)
4 CD 0.66 0/1586 1.06 8/2134 (0.4%)
4 ED 0.71 0/1586 0.99 4/2134 (0.2%)
4 GD 0.62 0/1586 1.01 6/2134 (0.3%)
5 AE | 0.69 0/1571 1.02 1/2113 (0.2%)
5 CE 0.54 0/1571 0.95 2/2113 (0.1%)
5 EE 0.69 0/1571 0.99 3/2113 (0.1%)
5 GE | 072 | 1/1571 (0.1%) | 1.04 172113 (0.2%)
6 AF 0.60 0/1434 0.99 5/1926 (0.3%)
6 CF 0.59 0/1434 1.07 2/1926 (0.1%)
6 EF 0.62 0/1434 1.05 3/1926 (0.2%)
6 GF | 082 | 1/1434(01%) | 1.12 471926 (0.2%)
7 AG 0.69 0/1343 0.99 1/1816 (0.1%)
7 CG 0.61 0/1343 0.99 2/1816 (0.1%)
7 EG | 0.66 | 1/1343 (0.1%) | 1.03 4/1816 (0.2%)
7 GG 0.64 0/1343 0.96 1/1816 (0.1%)
8 AH 0.68 0/389 1.05 1/523 (0.2%)
8 CH 0.82 0/389 1.07 0/523
8 EH 0.61 0/389 1.09 1/523 (0.2%)
8 GH 0.68 0/389 0.99 0/523



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
9 Al 0.83 0/1046 1.23 13/1410 (0.9%)
9 CI 0.81 0/1046 1.19 15/1410 (1.1%)
9 EI 0.73 0/1046 1.12 7/1410 (0.5%)
9 GI 1.02 1/1046 (0.1%) 1.25 14/1410 (1.0%)
10 AJ 0.81 1/1152 (0.1%) 1.07 3/1551 (0.2%)
10 CJ 0.64 0/1152 1.00 4/1551 (0.3%)
10 EJ 0.80 1/1152 (0.1%) 1.08 5/1551 (0.3%)
10 GJ 0.61 0/1152 1.00 2/1551 (0.1%)
11 AK 0.83 0/947 1.02 1/1268 (0.1%)
11 CK 0.72 0/947 1.07 1/1268 (0.1%)
11 EK 0.72 1/947 (0.1%) 1.03 2/1268 (0.2%)
11 GK 0.66 0/947 1.05 2/1268 (0.2%)
12 AL 0.74 0/1054 1.01 0/1403
12 CL 0.57 0/1054 0.98 1/1403 (0.1%)
12 EL 0.74 0/1054 1.03 1/1403 (0.1%)
12 GL 0.71 0/1054 1.06 4/1403 (0.3%)
13 AM 0.79 0/1093 1.05 3/1460 (0.2%)
13 CM 0.62 0/1093 0.97 6,/1460 (0.4%)
13 EM 0.71 0/1093 1.03 3/1460 (0.2%)
13 GM 0.59 0/1093 1.01 2/1460 (0.1%)
14 AN 0.68 0/973 0.91 0/1301
14 CN 0.57 0/973 0.89 0/1301
14 EN 0.64 0/973 0.94 2/1301 (0.2%)
14 GN 0.57 0/973 0.90 0/1301
15 AO 0.59 0/902 0.98 1/1209 (0.1%)
15 CO 0.49 0/902 0.97 0/1209
15 EO 0.57 0/902 1.03 0/1209
15 GO 0.67 0/902 1.19 3/1209 (0.2%)
16 AP 0.67 0/929 1.03 2/1242 (0.2%)
16 CP 0.62 0/929 1.07 3/1242 (0.2%)
16 EP 0.69 0/929 1.10 3/1242 (0.2%)
16 GP 0.64 0/929 1.08 3/1242 (0.2%)
17 AQ 0.79 0/960 0.96 1/1278 (0.1%)
17 CQ 0.63 0/960 0.95 0/1278
17 EQ 0.74 0/960 0.93 0/1278
17 GQ 0.60 0/960 0.98 1/1278 (0.1%)
18 AR 0.71 0/829 1.04 3/1107 (0.3%)
18 CR 0.60 0/829 0.98 3/1107 (0.3%)
18 ER 0.71 0/829 1.04 3/1107 (0.3%)
18 GR 0.74 0/829 1.03 4/1107 (0.4%)
19 AS 0.76 1/864 (0.1%) 0.99 2/1156 (0.2%)
19 CS 0.64 0/864 0.90 0/1156
19 ES 0.76 0/864 1.00 1/1156 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
19 GS 0.61 0/864 0.97 1/1156 (0.1%)
20 AT 0.73 0/744 1.11 3/994 (0.3%)
20 CT 0.65 0/744 1.02 2/994 (0.2%)
20 ET 0.79 0/744 1.12 3/994 (0.3%)
20 GT 0.71 0/744 1.03 1/994 (0.1%)
21 AU 0.69 0/787 1.08 0/1051
21 CU 0.55 0/787 1.01 2/1051 (0.2%)
21 EU 0.61 0/787 1.13 7/1051 (0.7%)
21 GU 0.74 0/787 1.09 2/1051 (0.2%)
22 AV 0.61 0/766 0.92 3/1025 (0.3%)
22 CV 0.53 0/766 0.86 0/1025
22 EV 0.63 0/766 0.91 1/1025 (0.1%)
22 GV 0.73 0/766 1.08 2/1025 (0.2%)
23 AW 0.95 2/603 (0.3%) 1.30 5/797 (0.6%)
23 CW 0.79 1/603 (0.2%) 1.22 6/797 (0.8%)
23 EW 0.94 1/603 (0.2%) 1.30 5/797 (0.6%)
23 GW 0.79 0/603 1.21 5/797 (0.6%)
24 AX 0.66 0/635 1.00 1/848 (0.1%)
24 CcX 0.54 0/635 0.91 2/848 (0.2%)
24 EX 0.67 0/635 0.95 0/848
24 GX 0.55 0/635 0.92 1/848 (0.1%)
25 AY 0.55 0/510 0.98 0/677
25 CY 0.58 0/510 1.01 1/677 (0.1%)
25 EY 0.61 0/510 1.04 1/677 (0.1%)
25 GY 0.67 0/510 1.06 1/677 (0.1%)
26 AZ 0.74 0/453 1.08 0/605
26 CZ 0.69 0/453 1.09 2/605 (0.3%)
26 EZ 0.72 0/453 0.98 2/605 (0.3%)
26 GZ 0.78 0/453 1.17 2/605 (0.3%)
27 A0 0.69 0/450 0.91 0/599
27 Co 0.57 0/450 0.90 0/599
27 EO 0.67 0/450 0.89 0/599
27 GO 0.57 0/450 0.88 0/599
28 Al 0.68 0/416 1.01 2/554 (0.4%)
28 C1 0.64 0/416 0.99 0/554
28 E1l 0.60 0/416 1.05 3/554 (0.5%)
28 G1 0.65 0/416 1.03 0/554
29 A2 0.72 0/380 1.00 0/498
29 C2 0.62 0/380 1.10 3/498 (0.6%)
29 E2 0.65 0/380 0.90 0/498
29 G2 0.56 0/380 0.90 0/498
30 A3 0.71 0/513 0.99 1/676 (0.1%)
30 C3 0.53 0/513 0.91 1/676 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
30 E3 0.71 0/513 1.03 2/676 (0.3%)
30 G3 0.62 0/513 0.96 1/676 (0.1%)
31 A4 0.86 1/303 (0.3%) 1.19 1/397 (0.3%)
31 C4 0.72 0/303 1.07 0/397
31 E4 0.83 0/303 1.10 0/397
31 G4 0.67 0/303 1.09 0/397
32 A5 0.90 1/1131 (0.1%) 2.04 51/1524 (3.3%)
32 Ch 0.85 0/1131 2.06 54/1524 (3.5%)
32 E5 0.83 0/1115 2.07 56/1502 (3.7%)
33 A6 0.78 0/227 0.98 1/304 (0.3%)
34 BB 0.61 0/1735 0.98 4/2338 (0.2%)
34 DB 0.65 0/1735 0.99 5/2338 (0.2%)
34 FB 0.63 0/1735 1.07 5/2338 (0.2%)
34 HB 0.74 0/1735 1.00 5/2338 (0.2%)
35 BA 0.36 0/36834 0.57 1/57462 (0.0%)
35 DA 0.33 0/36834 0.55 0/57462
35 FA 0.34 0/36834 0.57 0/57462
35 HA 0.39 0/36834 0.57 0/57462
36 BC 0.58 0/1651 0.96 6/2225 (0.3%)
36 DC 0.55 0/1651 0.92 1/2225 (0.0%)
36 FC 0.63 0/1651 0.97 1/2225 (0.0%)
36 HC 0.73 0/1651 1.04 7/2225 (0.3%)
37 BD 0.66 0/1665 1.08 6/2227 (0.3%)
37 DD 0.63 0/1665 1.02 6/2227 (0.3%)
37 FD 0.64 0/1665 0.95 2/2227 (0.1%)
37 HD 0.67 0/1665 1.04 5/2227 (0.2%)
38 BE 0.66 0/1118 1.07 4/1504 (0.3%)
38 DE 0.58 0/1118 1.00 2/1504 (0.1%)
38 FE 0.61 0/1118 0.98 1/1504 (0.1%)
38 HE 0.62 0/1118 0.94 1/1504 (0.1%)
39 BF 0.64 0/851 0.92 0/1150
39 DF 0.70 0/835 1.09 2/1128 (0.2%)
39 FF 0.64 1/835 (0.1%) 1.04 8/1128 (0.7%)
39 HF 0.79 1/835 (0.1%) 1.14 4/1128 (0.4%)
40 BG 0.65 0/1195 0.93 0/1602
40 DG 0.65 1/1195 (0.1%) 1.05 3/1602 (0.2%)
40 FG 0.59 0/1195 1.01 2/1602 (0.1%)
40 HG 0.79 1/1195 (0.1%) 1.13 3/1602 (0.2%)
41 BH 0.62 0/989 0.95 2/1326 (0.2%)
41 DH 0.57 0/989 0.95 1/1326 (0.1%)
41 FH 0.57 0/989 0.92 1/1326 (0.1%)
41 HH 0.72 0/989 1.09 2/1326 (0.2%)
42 BI 0.70 0/1034 1.07 2/1375 (0.1%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
42 DI 0.68 0/1034 1.01 3/1375 (0.2%)
42 FI 0.69 0/1034 1.02 3/1375 (0.2%)
42 HI 0.75 0/1034 1.00 2/1375 (0.1%)
43 BJ 0.73 0/796 1.05 1/1077 (0.1%)
43 DJ 0.76 0/796 0.96 0/1077

43 FJ 0.69 0/796 0.99 0/1077

43 HJ 0.87 1/796 (0.1%) 1.12 3/1077 (0.3%)
44 BK 0.66 0/893 1.07 2/1205 (0.2%)
44 DK 0.68 0/893 1.03 3/1205 (0.2%)
44 FK 0.68 0/893 1.08 1/1205 (0.1%)
44 HK 0.92 0/893 1.27 12/1205 (1.0%)
45 BL 0.69 0/969 1.08 4/1300 (0.3%)
45 DL 0.62 0/969 1.03 3/1300 (0.2%)
45 FL 0.61 0/969 1.10 3/1300 (0.2%)
45 HL 0.65 0/969 1.06 1/1300 (0.1%)
46 BM 0.62 0/892 1.06 0/1193

46 DM 0.70 0/892 1.05 2/1193 (0.2%)
46 FM 0.57 0/892 1.01 3/1193 (0.3%)
46 HM 0.97 0/892 1.23 6/1193 (0.5%)
47 BN 0.65 0/785 1.02 4/1043 (0.4%)
47 DN 0.58 0/785 0.97 1/1043 (0.1%)
47 FN 0.64 0/785 1.03 2/1043 (0.2%)
47 HN 0.70 0/785 1.08 2/1043 (0.2%)
48 BO 0.59 0/722 0.97 2/964 (0.2%)
48 DO 0.56 0/722 1.01 0/964

48 FO 0.56 0/722 0.88 1/964 (0.1%)
48 HO 0.68 0/722 1.03 0/964

49 BP 0.65 0/659 1.01 1/884 (0.1%)
49 DP 0.56 0/659 0.96 0/884

49 FP 0.63 0/659 0.98 2/884 (0.2%)
49 HP 0.59 0/659 0.96 3/884 (0.3%)
50 BQ 0.61 0/657 1.00 0/881

50 DQ 0.59 0/657 0.99 0/881

50 FQ 0.57 0/657 0.91 0/881

50 HQ 0.66 0/657 1.03 0/881

51 BR 0.55 0/462 0.86 0/621

o1 DR 0.70 1/462 (0.2%) 1.02 1/621 (0.2%)
51 FR 0.59 0/462 0.87 0/621

51 HR 0.73 0/462 1.11 0/621

52 BS 0.59 0/652 1.14 4/877 (0.5%)
52 DS 0.62 0/652 1.03 0/877

52 FS 0.58 0/652 0.95 2/877 (0.2%)
52 HS 0.97 0/652 1.30 9/877 (1.0%)
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
58 | BT | 0.60 0/671 0.88 0,888

53 | DT | 0.65 0/671 0.99 1/888 (0.1%)
53 | FT | 0.3 0/671 1.02 1/888 (0.5%)
53 | HT | 0.56 0/671 1.00 2/888 (0.2%)
54 | BU | 082 0,/430 112 2/570 (0.4%)
54 | DU | 0.3 1/430 (0.2%) 112 0/570

54 | FU | 0.87 1/430 (0.2%) 1.24 2/570 (0.4%)
54 | HU | 0.5 0,/430 0.96 0/570

55 | BV | 0.8 0,/5444 0.94 | 7/7367 (0.1%)
55 | DV | 0.56 0,/5439 0.94 | 9/7360 (0.1%)
55 | FV | 0.59 0,/5439 0.93 | 9/7360 (0.1%)
55 | OV | 0.62 0,/5439 0.97 | 9/7360 (0.1%)
56 | BW | 3.15 1/11 (9.1%) 1.47 0/13

56 | DW | 3.31 1/11 (9.1%) 1.60 0/13

56 | FW | 3.34 1/11 (9.1%) 1.80 0/13

56 | HW | 3.51 1/11 (9.1%) 1.65 0/13

Al | Al | 049 |26/636829 (0.0%) | 0.74 | 685/948879 (0.1%)

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
2 AC 0 1
2 GC 0 1
4 AD 0 1
4 CD 0 2
4 ED 0 1
4 GD 0 1
10 AlJ 0 1
10 GJ 0 1
11 AK 0 1
32 A5 0 1
39 BF 0 1
39 FF 0 1
42 DI 0 1
45 BL 0 1
45 DL 0 1
45 HL 0 1
53 DT 0 1
55 BV 0 1

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

Mol | Chain | #Chirality outliers | #Planarity outliers
55 DV 0 1

55 FV 0 1

55 HV 0 1

All All 0 22

The worst 5 of 26 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
56 HW 3 SER C-N 10.99 1.48 1.33
56 DW 3 SER C-N 10.13 1.47 1.33
o6 FW 3 SER C-N 10.12 1.47 1.33
o6 BW 3 SER C-N 9.26 1.46 1.33
23 AW 35 ILE | CA-CB | 7.23 1.62 1.54

The worst 5 of 685 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
32 C5 122 | GLN | N-CA-C | 15.21 121.25 108.78
4 AD 151 | THR | CA-C-N | -14.34 103.99 119.19
4 AD 151 | THR | C-N-CA | -14.34 103.99 119.19
32 Ab 131 | THR | N-CA-C | -13.37 96.71 111.28
32 E5 72 | LEU | CA-C-N | 12.97 140.15 120.17

There are no chirality outliers.

5 of 22 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
32 A5 130 | PRO | Peptide
2 AC 233 | GLY | Peptide

4 AD 9 VAL | Peptide
10 Al 110 | PRO | Peptide
11 AK 71 | ARG | Peptide

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AB 2529 0 1281 20 0
1 CB 2529 0 1281 30 0
1 EB 2529 0 1281 32 0
1 GB 2529 0 1281 59 0
2 AC 2082 0 2157 53 0
2 cC 2082 0 2157 70 0
2 EC 2082 0 2157 67 0
2 GC 2082 0 2157 73 0
3 AA 61274 0 30819 794 0
3 CA 61274 0 30819 837 0
3 EA 61274 0 30819 744 0
3 GA 61274 0 30817 1246 2
4 AD 1565 0 1616 o7 0
4 CD 1565 0 1616 53 0
4 ED 1565 0 1616 52 0
4 GD 1565 0 1616 52 0
5 AE 1552 0 1619 40 0
5 CE 1552 0 1619 44 0
5 EE 1552 0 1619 35 0
5 GE 1552 0 1619 72 0
6 AF 1410 0 1447 43 0
6 CF 1410 0 1447 40 0
6 EF 1410 0 1447 o1 0
6 GF 1410 0 1447 62 0
7 AG 1323 0 1374 42 0
7 CG 1323 0 1374 52 0
7 EG 1323 0 1374 46 0
7 GG 1323 0 1374 56 0
8 AH 384 0 405 15 0
8 CH 384 0 405 21 0
8 EH 384 0 405 11 0
8 GH 384 0 405 8 0
9 Al 1032 0 1088 58 0
9 CI 1032 0 1088 47 0
9 EI 1032 0 1088 48 0
9 GI 1032 0 1088 63 0
10 AJ 1129 0 1162 60 0
10 CJ 1129 0 1162 59 0
10 EJ 1129 0 1162 53 0
10 GJ 1129 0 1162 56 0
11 AK 938 0 1012 43 0
11 CK 938 0 1012 38 0
11 EK 938 0 1012 32 0

Continued on next page...



Page 100 wwPDB X-ray Structure Validation Summary Report 4V90

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
11 GK 938 0 1012 28 0
12 AL 1045 0 1117 41 0
12 CL 1045 0 1116 35 0
12 EL 1045 0 1117 37 0
12 GL 1045 0 1117 93 0
13 AM 1074 0 1157 29 0
13 CM 1074 0 1157 35 0
13 EM 1074 0 1157 29 0
13 GM 1074 0 1157 27 0
14 AN 960 0 1000 30 0
14 CN 960 0 1000 34 0
14 EN 960 0 1000 26 0
14 GN 960 0 1000 26 0
15 AO 892 0 923 20 0
15 CO 892 0 923 27 0
15 EO 892 0 923 19 0
15 GO 892 0 923 33 0
16 AP 917 0 965 47 0
16 CPp 917 0 965 42 0
16 EP 917 0 965 45 0
16 GP 917 0 965 39 0
17 AQ 947 0 1022 o7 0
17 CQ 947 0 1022 53 0
17 EQ 947 0 1022 46 0
17 GQ 947 0 1022 60 0
18 AR 816 0 839 35 0
18 CR 816 0 839 38 0
18 ER 816 0 839 36 0
18 GR 816 0 839 47 0
19 AS 857 0 922 30 0
19 CS 857 0 922 19 0
19 ES 857 0 922 20 0
19 GS 857 0 922 32 0
20 AT 738 0 807 38 0
20 CT 738 0 807 30 0
20 ET 738 0 807 33 0
20 GT 738 0 807 32 0
21 AU 779 0 834 30 0
21 CU 779 0 834 13 0
21 EU 779 0 834 23 0
21 GU 779 0 834 30 0
22 AV 753 0 780 16 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
22 CvV 753 0 780 20 0
22 EV 753 0 780 12 0
22 GV 753 0 780 14 0
23 AW 596 0 610 80 0
23 CWwW 596 0 610 63 0
23 EW 596 0 610 7 0
23 GW 596 0 610 61 0
24 AX 625 0 655 17 0
24 CcX 625 0 655 14 0
24 EX 625 0 655 23 0
24 GX 625 0 655 19 0
25 AY 509 0 043 16 0
25 CY 509 0 043 10 0
25 BY 509 0 043 18 0
25 GY 509 0 043 11 0
26 AZ 449 0 491 18 0
26 CZ 449 0 491 22 0
26 EZ 449 0 491 10 0
26 GZ 449 0 491 28 0
27 A0 444 0 461 20 0
27 C0 444 0 461 17 0
27 EO 444 0 461 13 0
27 GO 444 0 461 8 0
28 Al 409 0 440 15 0
28 C1 409 0 440 11 0
28 El 409 0 440 15 0
28 G1 409 0 440 16 0
29 A2 377 0 418 8 0
29 C2 377 0 418 11 0
29 B2 377 0 418 9 0
29 G2 377 0 418 18 0
30 A3 504 0 274 11 0
30 C3 504 0 074 7 0
30 E3 504 0 D74 15 0
30 G3 504 0 D74 27 0
31 A4 302 0 340 18 0
31 C4 302 0 340 13 0
31 E4 302 0 340 9 0
31 G4 302 0 340 10 0
32 A5 1117 0 1155 133 0
32 Ch 1117 0 1155 148 0
32 E5 1101 0 1140 140 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
33 A6 227 0 237 7 0
34 BB 1704 0 1732 56 0
34 DB 1704 0 1732 66 0
34 FB 1704 0 1732 80 0
34 HB 1704 0 1732 99 0
35 BA 32895 0 16553 337 0
35 DA 32895 0 16553 476 0
35 FA 32895 0 16553 402 1
35 HA 32895 0 16552 279 0
36 BC 1624 0 1696 34 0
36 DC 1624 0 1696 43 0
36 FC 1624 0 1696 44 0
36 HC 1624 0 1696 34 0
37 BD 1643 0 1707 73 0
37 DD 1643 0 1707 65 0
37 FD 1643 0 1707 66 0
37 HD 1643 0 1707 77 0
38 BE 1105 0 1148 45 0
38 DE 1105 0 1148 36 0
38 FE 1105 0 1148 37 0
38 HE 1105 0 1148 37 0
39 BF 832 0 824 24 0
39 DF 817 0 808 38 0
39 FF 817 0 808 24 0
39 HF 817 0 808 37 0
40 BG 1181 0 1238 23 0
40 DG 1181 0 1238 31 0
40 FG 1181 0 1238 21 0
40 HG 1181 0 1238 51 0
41 BH 979 0 1031 31 0
41 DH 979 0 1031 27 0
41 FH 979 0 1031 33 0
41 HH 979 0 1031 34 0
42 BI 1022 0 1070 47 0
42 DI 1022 0 1070 40 0
42 FI 1022 0 1070 48 0
42 HI 1022 0 1070 39 0
43 BJ 786 0 828 23 0
43 DJ 786 0 828 29 0
43 FJ 786 0 828 19 1
43 HJ 786 0 828 29 0
44 BK 877 0 887 32 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
44 DK 877 0 887 39 0
44 FK 877 0 887 41 0
44 HK 877 0 887 60 0
45 BL 955 0 1016 40 0
45 DL 955 0 1016 39 0
45 FL 955 0 1016 37 0
45 HL 955 0 1016 46 0
46 BM 883 0 941 22 0
46 DM 883 0 941 34 0
46 FM 883 0 941 34 0
46 HM 883 0 941 44 0
47 BN 774 0 824 27 0
47 DN 774 0 824 35 0
47 FN 774 0 824 28 0
47 HN 774 0 824 28 0
48 BO 714 0 734 9 0
48 DO 714 0 734 15 0
48 FO 714 0 734 12 0
48 HO 714 0 734 18 0
49 BP 649 0 666 13 0
49 DP 649 0 666 17 0
49 FP 649 0 666 18 0
49 HP 649 0 666 13 0
20 BQ 648 0 691 12 0
20 DQ 648 0 691 34 0
50 FQ 648 0 691 23 0
50 HQ 648 0 691 27 0
51 BR 455 0 478 11 0
51 DR 455 0 478 10 0
o1 FR 455 0 478 4 0
o1 HR 455 0 478 25 0
52 BS 637 0 665 20 0
52 DS 637 0 665 13 0
52 FS 637 0 665 28 0
52 HS 637 0 665 34 0
93 BT 665 0 714 15 0
93 DT 665 0 714 25 0
53 FT 665 0 714 16 0
53 HT 665 0 714 15 0
o4 BU 425 0 449 32 0
o4 DU 425 0 449 18 0
o4 FU 425 0 449 41 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
o4 HU 425 0 449 28 0
95 BV 0345 0 5311 124 0
95 DV 5340 0 5306 137 0
35 FV 5340 0 5306 114 0
95 HV 5340 0 5307 121 0
o6 BW 48 0 41 5 0
o6 DW 48 0 41 5 0
o6 FwW 48 0 41 3 0
o6 HW 48 0 40 6 0
o7 A4 1 0 0 0 0
o7 AA 136 0 0 0 0
o7 AB 4 0 0 0 0
o7 AC 1 0 0 0 0
o7 AE 1 0 0 0 0
o7 BA 40 0 0 0 0
o7 BE 1 0 0 0 0
o7 BN 1 0 0 0 0
o7 BU 1 0 0 0 0
o7 BV 1 0 0 0 0
o7 C4 1 0 0 0 0
o7 CA 136 0 0 0 0
o7 CB 4 0 0 0 0
o7 CE 1 0 0 0 0
o7 CN 1 0 0 0 0
o7 DA 43 0 0 0 0
o7 DV 1 0 0 0 0
o7 EA 137 0 0 0 0
o7 EB 4 0 0 0 0
o7 ED 1 0 0 0 0
o7 EE 1 0 0 0 0
o7 FA 39 0 0 0 0
o7 FE 1 0 0 0 0
o7 FN 2 0 0 0 0
o7 FU 1 0 0 0 0
o7 FV 1 0 0 0 0
o7 GA 136 0 0 0 0
o7 GB 4 0 0 0 0
57 GC 2 0 0 0 0
o7 GL 1 0 0 0 0
o7 HA 41 0 0 0 0
o7 HE 1 0 0 0 0
o7 HK 1 0 0 0 0

Continued on next page...
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Symm-Clashes

102

31

84

H(added) | Clashes

14
14
14
14

32

32

32

32

614

18

202

607

21

Chain | Non-H | H(model)

HV
A4

C4

E4

G4

BV
DV
FV
HV
A0

A2

A3

A4

AA
AB

AC

AD

AE

AF

AJ

AL

AN

AP

AQ
AS

BA
BL

BN
BT
BV
Co

C2

C3

C4

CA
CB

CC
CD

CE

CJ

CL

CN

Mol

o7
o8
o8
38
98
29
29
29
29
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60

60
60
60
60
60
60
60
60
60
60
60
60
60
60
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Symm-Clashes

27

105

24

137

H(added) | Clashes

186

610

18

197

606

19

Chain | Non-H | H(model)

CcQ
CS

CT
CuU
DA
DC

DD

DE

DG
DK
DL

DN
DQ
DT
DU
DV
E0

E2

E3

E4

EA
EB
EC
ED
EE

EL

EN
ER
ET
EV
FA
FC
FE
FN
FT
FU

FV
G2

G3

G4

GA
GB

Mol

60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
60
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
60 GC 10 0 0 0 0
60 GD 3 0 0 0 0
60 GE 2 0 0 1 0
60 GJ 1 0 0 0 0
60 GL 4 0 0 1 0
60 GN 4 0 0 0 0
60 GQ 1 0 0 0 0
60 GR 2 0 0 1 0
60 GS 2 0 0 0 0
60 GU 1 0 0 0 0
60 GV 1 0 0 0 0
60 HA 193 0 0 31 0
60 HD 3 0 0 2 0
60 HE 3 0 0 0 0
60 HN 7 0 0 3 0
60 HQ 1 0 0 0 0
60 HT 1 0 0 0 0
60 HV 1 0 0 0 0
All All 592086 0 404164 11482 2

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 12.

The worst 5 of 11482 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)
32:C5:24:SER:CB | 32:C5:116:GLU:HG2 1.46 1.44
32:C5:24:SER:O 32:C5:116:GLU:HB3 1.41 1.16
32:C5:24:SER:HB2 | 32:C5:116:GLU:CG 1.76 1.14
32:E5:24:SER:HB2 | 32:E5:116:GLU:HG2 1.27 1.14
3:AA:912:C:OP1 13:AM:8:LYS:NZ 1.79 1.12

All (2) 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)
35:FA:1029:U:03" | 3:GA:1508:A:N6|1_565] 2.04 0.16
43:FJ:85:ASP:OD1 | 3:GA:1722:A:02’[1_565] 2.16 0.04
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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 AC 269/273 (98%) 211 (78%) 43 (16%) 15 (6%) |
2 CC 269/273 (98%) 211 (78%) 42 (16%) 16 (6%)
2 EC 269/273 (98%) 212 (79%) 44 (16%) 13 (5%)
2 GC 269/273 (98%) 210 (78%) 42 (16%) 17 (6%)
4 AD 207/209 (99%) 163 (79%) 30 (14%) 14 (7%)
4 CD 207/209 (99%) 166 (80%) 27 (13%) 14 (7%)
4 ED 207/209 (99%) 165 (80%) 29 (14%) 13 (6%)
4 GD 207/209 (99%) 161 (78%) 32 (16%) 14 (7%)
5 AE 199/201 (99%) 162 (81%) 27 (14%) 10 (5%)
5 CE 199/201 (99%) 159 (80%) 27 (14%) 13 (6%)
5 EE 199/201 (99%) 164 (82%) 24 (12%) 11 (6%)
5 GE 199/201 (99%) 159 (80%) 30 (15%) 10 (5%)
6 AF 175/179 (98%) 141 (81%) 30 (17%) 4 (2%)
6 CF 175/179 (98%) 145 (83%) 25 (14%) 5 (3%)
6 EF 175/179 (98%) 140 (80%) 26 (15%) 9 (5%)
6 GF 175/179 (98%) 140 (80%) 26 (15%) 9 (5%)
7 AG 174/177 (98%) 127 (73%) 30 (17%) 17 (10%)
7 CG 174/177 (98%) 131 (75%) 28 (16%) 15 (9%)
7 EG 174/177 (98%) 125 (72%) 35 (20%) 14 (8%)
7 GG 174/177 (98%) 126 (72%) 30 (17%) 18 (10%)
8 AH 48 /50 (96%) 29 (60%) 14 (29%) 5 (10%)
8 CH 48/50 (96%) 31 (65%) 12 (25%) 5 (10%)
8 EH 48 /50 (96%) 31 (65%) 12 (25%) 5 (10%)
8 GH 48/50 (96%) 30 (62%) 15 (31%) 3 (6%)
9 Al 139/142 (98%) 97 (70%) 33 (24%) 9 (6%)

Continued on next page...
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
9 | cI 130/142 (98%) | 95 (68%) | 38 (27%) | 6 (4%) |
9 EI 139/142 (98%) 97 (70%) 38 (27%) 4 (3%)
9 GI 139/142 (98%) 95 (68%) 34 (24%) 10 (7%)
10 AJ 140/142 (99%) 113 (81%) 18 (13%)

10 CJ 140/142 (99%) 112 (80%) 20 (14%)
10 EJ 140/142 (99%) 114 (81%) 17 (12%)
10 GJ 140/142 (99%) 113 (81%) 19 (14%)
11 AK 120/123 (98%) 96 (80%) 14 (12%)
11 CK 120/123 (98%) 93 (78%) 21 (18%)
11 EK 120/123 (98%) 92 (77%) 21 (18%)
11 GK 120/123 (98%) 92 (77%) 20 (17%)
12 AL 141/144 (98%) 104 (74%) 32 (23%)
12 CL 141/144 (98%) 103 (73%) 33 (23%)
12 EL 141/144 (98%) 108 (77%) 26 (18%)
12 GL 141/144 (98%) 103 (73%) 32 (23%)
13 AM 134/136 (98%) 107 (80%) 16 (12%)
13 CM 134/136 (98%) 110 (82%) 16 (12%)
13 EM 134/136 (98%) 106 (79%) 18 (13%)
13 GM 134/136 (98%) 109 (81%) 17 (13%)
14 AN 118/127 (93%) 101 (86%) 16 (14%)
14 CN 118/127 (93%) 103 (87%) 14 (12%)
14 EN 118/127 (93%) 100 (85%) 17 (14%)
14 GN 118/127 (93%) 98 (83%) 19 (16%)
15 AO 114/117 (97%) 95 (83%) 18 (16%)
15 CO 114/117 (97%) 95 (83%) 15 (13%)
15 EO 114/117 (97%) 95 (83%) 18 (16%)
15 GO 114/117 (97%) 95 (83%) 15 (13%)
16 AP 112/115 (97%) 86 (77%) 17 (15%)
16 CP 112/115 (97%) 87 (78%) 16 (14%)
16 EP 112/115 (97%) 84 (75%) 16 (14%)
16 GP 112/115 (97%) 85 (76%) 19 (17%)

AAAAAAAAAAAAAAA



Page 110 wwPDB X-ray Structure Validation Summary Report 4V90

Continued from previous page...

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
17 AQ 115/118 (98%) 99 (86%) 12 (10%) 4 (4%)
17 CQ 115/118 (98%) 99 (86%) 12 (10%) 4 (4%)
17 EQ 115/118 (98%) 99 (86%) 12 (10%) 4 (4%)
17 GQ 115/118 (98%) 99 (86%) 14 (12%) 2 (2%)
18 AR 101/103 (98%) 83 (82%) 15 (15%) 3 (3%)
18 CR 101/103 (98%) 83 (82%) 15 (15%) 3 (3%)
18 ER 101/103 (98%) 83 (82%) 15 (15%) 3 (3%)
18 GR 101/103 (98%) 83 (82%) 13 (13%) 5 (5%)
19 AS 108/110 (98%) 94 (87%) 9 (8%) 5 (5%)
19 CS 108/110 (98%) 95 (88%) 9 (8%) 4 (4%)
19 ES 108/110 (98%) 92 (85%) 10 (9%) 6 (6%)
19 GS 108/110 (98%) 91 (84%) 11 (10%) 6 (6%)
20 AT 91/100 (91%) 57 (63%) 24 (26%) 10 (11%)
20 CT 91/100 (91%) 55 (60%) 25 (28%) 11 (12%)
20 ET 91/100 (91%) 56 (62%) 26 (29%) 9 (10%)
20 GT 91/100 (91%) 58 (64%) 23 (25%) 10 (11%)
21 AU 100/104 (96%) 74 (74%) 16 (16%) 10 (10%)
21 CU 100/104 (96%) 75 (75%) 17 (17%) 8 (8%)
21 EU 100/104 (96%) 74 (74%) 15 (15%) 11 (11%)
21 GU 100/104 (96%) 76 (76%) 14 (14%) 10 (10%)
22 AV 92/94 (98%) 81 (88%) 11 (12%) 0
22 CV 92/94 (98%) 80 (87%) 11 (12%) 1 (1%)
22 EV 92/94 (98%) 80 (87%) 12 (13%) 0
22 GV 92/94 (98%) 78 (85%) 13 (14%) 1 (1%)
23 AW 77/85 (91%) 39 (51%) 22 (29%) 16 (21%)
23 CW 77/85 (91%) 41 (53%) 17 (22%) 19 (25%)
23 EW 77/85 (91%) 41 (53%) 21 (27%) 15 (20%)
23 GW 77/85 (91%) 40 (52%) 21 (27%) 16 (21%)
24 AX 75/78 (96%) 64 (85%) 8 (11%) 3 (4%)
24 CcX 75/78 (96%) 63 (84%) 10 (13%) 2 (3%)
24 EX 75/78 (96%) 63 (84%) 9 (12%) 3 (4%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
24 | GX 7578 (96%) 63 (34%) | 9 (12%) | 3 (4%) |
25 AY 61/63 (97%) 39 (64%) 18 (30%) 4 (7%)
25 CY 61/63 (97%) 42 (69%) 15 (25%) 4 (7%)
25 EY 61/63 (97%) 40 (66%) 17 (28%) 4 (7%)
25 GY 61/63 (97%) 39 (64%) 20 (33%) 2 (3%)
26 A7 56/59 (95%) 46 (82%) 8 (14%) 2 (4%)
26 CZ 56/59 (95%) 46 (82%) 8 (14%) 2 (4%)
26 EZ 56/59 (95%) 46 (82%) 8 (14%) 2 (4%)
26 GZ 56/59 (95%) 44 (79%) 10 (18%) 2 (4%)
27 A0 54/57 (95%) 43 (80%) 7 (13%) 4 (7%)
27 C0 54/57 (95%) 45 (83%) 3 (6%) 6 (11%)
27 EO 54/57 (95%) 44 (82%) 6 (11%) 4 (7%)
27 GO 54/57 (95%) 46 (85%) 4 (7%) 4 (T%)
28 Al 48/55 (87%) 42 (88%) 3 (6%) 3 (6%)
28 C1 48/55 (87%) 42 (88%) 4 (8%) 2 (4%)
28 E1 48/55 (87%) 42 (88%) 4 (8%) 2 (4%)
28 G1 48/55 (87%) 42 (88%) 3 (6%) 3 (6%)
29 A2 44/46 (96%) 41 (93%) 3 (7%) 0
29 C2 44/46 (96%) 41 (93%) 2 (4%) 1 (2%)
29 E2 44/46 (96%) 40 (91%) 4 (9%) 0
29 G2 44/46 (96%) 40 (91%) 3 (7%) 1 (2%)
30 A3 62/65 (95%) 53 (86%) 7 (11%) 2 (3%)
30 C3 62/65 (95%) 54 (87%) 6 (10%) 2 (3%)
30 E3 62/65 (95%) 56 (90%) 4 (6%) 2 (3%)
30 G3 62/65 (95%) 54 (87%) 6 (10%) 2 (3%)
31 A4 36/38 (95%) 29 (81%) 4 (11%) 3 (8%)
31 C4 36/38 (95%) 29 (81%) 4 (11%) 3 (8%)
31 E4 36/38 (95%) 29 (81%) 4 (11%) 3 (8%)
31 G4 36/38 (95%) 30 (83%) 2 (6%) 4 (11%)
32 Ab 146/165 (88%) 77 (53%) 40 (27%) 29 (20%)
32 C5 146/165 (88%) 78 (53%) 45 (31%) 23 (16%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
32 E5 143/165 (87%) 79 (55%) 41 (29%) 23 (16%) |
33 A6 28/121 (23%) 20 (71%) 7 (25%) 1 (4%)
34 BB 216/241 (90%) 151 (70%) 51 (24%) 14 (6%)
34 DB 216/241 (90%) 157 (73%) 47 (22%) 12 (6%)
34 FB 216/241 (90%) 153 (71%) 51 (24%) )
34 HB 216/241 (90%) 153 (71%) 51 (24%) )
36 BC 204/233 (88%) 181 (89%) 18 (9%)

36 DC 204/233 (88%) 179 (88%) 20 (10%)
36 FC 204 /233 (88%) 180 (88%) 18 (9%)
36 HC 204/233 (88%) 181 (89%) 17 (8%)
37 BD 203/206 (98%) 162 (80%) 30 (15%)
37 DD 203/206 (98%) 162 (80%) 29 (14%)
37 FD 203/206 (98%) 163 (80%) 29 (14%)
37 HD 203/206 (98%) 165 (81%) 26 (13%)
38 BE 148/167 (89%) 123 (83%) 18 (12%)
38 DE 148/167 (89%) 125 (84%) 18 (12%)
38 FE 148/167 (89%) 122 (82%) 20 (14%)
38 HE 148/167 (89%) 121 (82%) 20 (14%)
39 BF 100/135 (74%) 79 (79%) 15 (15%)
39 DF 98/135 (73%) 80 (82%) 13 (13%)
39 FF 98/135 (73%) 81 (83%) 11 (11%)
39 HF 98/135 (73%) 76 (78%) 18 (18%)
40 BG 149/179 (83%) 128 (86%) 20 (13%)
40 DG 149/179 (83%) 125 (84%) 22 (15%)
40 FG 149/179 (83%) 127 (85%) 21 (14%)
40 HG 149/179 (83%) 127 (85%) 20 (13%)
41 BH 127/130 (98%) 114 (90%) 12 (9%)
41 DH 127/130 (98%) 113 (89%) 12 (9%)
41 FH 127/130 (98%) 112 (88%) 13 (10%)
41 HH 127/130 (98%) 112 (88%) 13 (10%)
42 BI 125/130 (96%) 105 (84%) 14 (11%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
42 DI 125/130 (96%) 102 (82%) 22 (18%) 1 (1%) 161 44
42 FI 125/130 (96%) 106 (85%) 13 (10%) 6 (5%)

42 HI 125/130 (96%) 103 (82%) 19 (15%) 3 (2%)
43 BJ 96/103 (93%) 69 (72%) 20 (21%) 7 (7%)
43 DJ 96,/103 (93%) 71 (74%) 19 (20%) 6 (6%)
43 FJ 96/103 (93%) 69 (72%) 21 (22%) 6 (6%)
43 HJ 96,/103 (93%) 68 (71%) 19 (20%) 9 (9%)
44 BK 115/129 (89%) 97 (84%) 12 (10%) 6 (5%)
44 DK 115/129 (89%) 92 (80%) 19 (16%) 4 (4%)
44 FK 115/129 (89%) 96 (84%) 13 (11%) 6 (5%)
44 HK 115/129 (89%) 91 (79%) 15 (13%) 9 (8%)
45 BL 121/124 (98%) 101 (84%) 16 (13%) 4 (3%)
45 DL 121/124 (98%) 98 (81%) 20 (16%) 3 (2%)
45 FL 121/124 (98%) 100 (83%) 14 (12%) 7 (6%)
45 HL 121/124 (98%) 101 (84%) 15 (12%) 5 (4%)
46 BM 112/118 (95%) 98 (88%) 8 (7%) 6 (5%)
46 DM 112/118 (95%) 96 (86%) 11 (10%) 5 (4%)
46 FM 112/118 (95%) 99 (88%) 7 (6%) 6 (5%)
46 HM 112/118 (95%) 92 (82%) 12 (11%) 8 (7%)
47 BN 92/101 (91%) 73 (79%) 13 (14%) 6 (6%)
47 DN 92/101 (91%) 71 (77%) 19 (21%) 2 (2%)
47 FN 92/101 (91%) 71 (77%) 17 (18%) 4 (4%)
47 HN 92/101 (91%) 70 (76%) 18 (20%) 4 (4%)
48 BO 86/89 (97%) 75 (87%) 9 (10%) 2 (2%)
48 | DO 86,/89 (97%) 75 (87%) | 11 (13%) 0 100] [1o0] |
48 | FO 86/89 (97%) 75 (87%) | 11 (13%) 0 100 | 100]
48 HO 86/89 (97%) 72 (84%) 11 (13%) 3 (4%)
49 BP 80/82 (98%) 60 (75%) 17 (21%) 3 (4%)
49 DP 80/82 (98%) 60 (75%) 15 (19%) 5 (6%)
49 FP 80/82 (98%) 62 (78%) 15 (19%) 3 (4%)
49 HP 80/82 (98%) 56 (70%) 21 (26%) 3 (4%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
50 BQ 78/84 (93%) 59 (76%) 15 (19%) 4 (5%) |
50 DQ 78/84 (93%) 58 (74%) 14 (18%) 6 (8%)
50 FQ 78/84 (93%) 58 (74%) 17 (22%) 3 (4%)
50 HQ 78/84 (93%) 58 (74%) 13 (17%) 7 (9%)
51 BR 53/75 (71%) 47 (89%) 6 (11%) 0
51 DR 53/75 (71%) 46 (87%) 7 (13%) 0
51 FR 53/75 (71%) 48 (91%) 5 (9%) 0
51 HR 53/75 (7T1%) 49 (92%) 4 (8%) 0
52 BS 77/92 (84%) 65 (84%) 11 (14%) 1 (1%)
52 DS 77/92 (84%) 66 (86%) 11 (14%) 0
52 FS 77/92 (84%) 64 (83%) 11 (14%) 2 (3%)
52 HS 77/92 (84%) 66 (86%) 9 (12%) 2 (3%)
53 BT 83/87 (95%) 74 (89%) 7 (8%) 2 (2%)
53 DT 83/87 (95%) 74 (89%) 6 (7%) 3 (4%)
53 FT 83/87 (95%) 75 (90%) 6 (7%) 2 (2%)
53 HT 83/87 (95%) 73 (88%) 8 (10%) 2 (2%)
54 BU 49/71 (69%) 26 (53%) 20 (41%) 3 (6%)
54 DU 49/71 (69%) 25 (51%) 20 (41%) 4 (8%)
54 FU 49/71 (69%) 24 (49%) 21 (43%) 4 (8%)
54 HU 49/71 (69%) 29 (59%) 18 (37%) 2 (4%)
5%) BV 686,704 (97%) 559 (82%) 92 (13%) 35 (5%)
55 DV 685/704 (97%) 559 (82%) 93 (14%) 33 (5%)
55 FV 685/704 (97%) 564 (82%) 89 (13%) 32 (5%)
55 HV 685/704 (97%) 562 (82%) 88 (13%) 35 (5%)
56 BW 2/6 (33%) 0 0 2 (100%)
56 DW 2/6 (33%) 0 1 (50%) 1 (50%)
56 FwW 2/6 (33%) 2 (100%) 0 0
56 HW 2/6 (33%) 1 (50%) 0 1 (50%)
All All 25302/27000 (94%) | 20075 (79%) | 3885 (15%) | 1342 (5%)

5 of 1342 Ramachandran outliers are listed below:
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Mol | Chain | Res | Type
AC 70 LYS
AC 104 LEU
AC 121 ALA
AC 140 VAL
AD 43 ASP

AN DN DN DD

5.3.2 Protein sidechains ()

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all 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 AC 216/218 (99%) 199 (92%) | 17 (8%) 34
2 cC 216/218 (99%) 200 (93%) | 16 (7%) 38
2 EC 216/218 (99%) 193 (89%) | 23 (11%) 6] 22
2 GC 216/218 (99%) 203 (94%) | 13 (6%) 17 47
4 AD 164/164 (100%) 143 (87%) | 21 (13%) 14
4 CD 164/164 (100%) 146 (89%) | 18 (11%) 6 20
4 ED 164/164 (100%) 146 (89%) | 18 (11%) 6 20
4 GD 164,/164 (100%) 149 (91%) | 15 (9%) 9 28
5 AE 165/165 (100%) 146 (88%) | 19 (12%) 18
5 CE 165/165 (100%) 153 (93%) | 12 (%) 38
5 EE 165/165 (100%) 148 (90%) | 17 (10%) 23
5 GE 165/165 (100%) 149 (90%) | 16 (10%) 8] 25
6 AF 148/150 (99%) 135 (91%) | 13 (9%) 9] 29
6 CF 148/150 (99%) 138 (93%) | 10 (7%) 42
6 EF 148/150 (99%) 131 (88%) | 17 (12%) 18
6 GF 148/150 (99%) 145 (98%) 3 (2%) 78
7 AG 137/138 (99%) 122 (89%) | 15 (11%) 6§ 20
7 CG 137/138 (99%) 125 (91%) | 12 (9%) 29
7 EG 137/138 (99%) 119 (87%) | 18 (13%) 40113
7 GG 137/138 (99%) 126 (92%) | 11 (8%) 11] 34

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
8 AH 40/40 (100%) 38 (95%) 2 (5%) 22 53
8 CH 40/40 (100%) 39 (98%) 1 (2%) 42 174
8 EH 40/40 (100%) 36 (90%) 4 (10%) 7y 24
8 GH 40/40 (100%) 38 (95%) 2 (5%) 22 53
9 Al 109/110 (99%) 106 (97%) 3 (3%) 38 72
9 CI 109/110 (99%) 105 (96%) 4 (4%) 30 64
9 EI 109/110 (99%) 105 (96%) 4 (4%) 30 64
9 GI 109/110 (99%) 106 (97%) 3 (3%)

10 AJ 116/116 (100%) 97 (84%) 19 (16%)

10 CJ 116/116 (100%) 100 (86%) 16 (14%)

10 EJ 116/116 (100%) 93 (80%) 23 (20%)

10 GJ 116/116 (100%) 102 (88%) 14 (12%)

11 AK 103/104 (99%) 88 (85%) 15 (15%)

11 CK 103/104 (99%) 87 (84%) 16 (16%)

11 EK 103/104 (99%) 87 (84%) 16 (16%)

11 GK 103/104 (99%) 89 (86%) 14 (14%)

12 AL 102/103 (99%) 90 (88%) 12 (12%)

12 CL 102/103 (99%) 92 (90%) 10 (10%)

12 EL 102/103 (99%) 90 (88%) 12 (12%)

12 GL 102/103 (99%) 95 (93%) 7 (7%)

13 AM 109/109 (100%) 93 (85%) 16 (15%)

13 CM 109/109 (100%) 93 (85%) 16 (15%)

13 EM 109/109 (100%) 96 (88%) 13 (12%)

13 GM 109/109 (100%) 99 (91%) 10 (9%)

14 AN 100/103 (97%) 90 (90%) 10 (10%)

14 CN 100/103 (97%) 94 (94%) 6 (6%)

14 EN 100/103 (97%) 94 (94%) 6 (6%) 171 47
14 GN 100/103 (97%) 92 (92%) 8 (8%) 34
15 AO 86/87 (99%) 78 (91%) 8 (9%) 8| 27
15 CO 86,/87 (99%) 79 (92%) 7 (8%) 33
15 EO 86/87 (99%) 77 (90%) 9 (10%) 6] 22

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
15 | GO 86/87 (99%) 79 (92%) 7 (8%)

16 | AP 99,100 (99%) 86 (87%) | 13 (13%)

16 CP 99/100 (99%) 86 (87%) | 13 (13%)

16 EP 99,/100 (99%) 86 (87%) | 13 (13%)

16 | GP 99/100 (99%) 87 (88%) | 12 (12%)

17 | AQ 89/90 (99%) 80 (90%) 9 (10%)

17 | CQ 89/90 (99%) 84 (94%) 5 (6%)

17 | EQ 89/90 (99%) 82 (92%) 7 (8%)

17 | GQ 89/90 (99%) 82 (92%) 7 (8%)

18 | AR 84/84 (100%) 74 (88%) | 10 (12%)

18 | CR 84/84 (100%) 75 (89%) 9 (11%)

18 ER 84/84 (100%) 72 (86%) | 12 (14%)

18 | GR 84/84 (100%) 73 (87%) | 11 (13%)

19 AS 93/93 (100%) 83 (89%) | 10 (11%)

19 CS 93/93 (100%) 81 (87%) | 12 (13%)

19 ES 93/93 (100%) 82 (88%) | 11 (12%)

19 GS 93/93 (100%) 88 (95%) 5 (5%)

20 | AT 80/84 (95%) 75 (94%) 5 (6%) 16| 45
20 | CT 80/84 (95%) 75 (94%) 5 (6%) 16| 45
20 | ET 80/84 (95%) 72 (90%) 8 (10%) 70 24
20 | GT 80/84 (95%) 77 (96%) 3 (4%) 29 64
21 | AU 83/85 (98%) 75 (90%) | 8 (10%) 2
21 CU 83/85 (98%) 79 (95%) 4 (5%) 23 55
21 EU 83/85 (98%) 78 (94%) 5 (6%) 17} 47
21 | GU 83/85 (98%) 79 (95%) 4 (5%) 23 55
22 AV 7878 (100%) 73 (94%) 5 (6%) 16} 44
22 | CV 78/78 (100%) 72 (92%) 6 (8%) 1120 35
22 EV 7878 (100%) 74 (95%) 4 (5%) 21 53
22 | GV 7878 (100%) 74 (95%) 4 (5%) 21 53
23 | AW 59/63 (94%) 50 (85%) 9 (15%) 9
23 | CW 59/63 (94%) 53 (90%) 6 (10%) 23

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
23 EW 59/63 (94%) 50 (85%) 9 (15%) ‘
23 GW 59/63 (94%) 55 (93%) 4 (7%)

24 AX 67/68 (98%) 59 (88%) 8 (12%)

24 CcX 67/68 (98%) 60 (90%) 7 (10%)

24 EX 67/68 (98%) 55 (82%) 12 (18%)

24 GX 67/68 (98%) 60 (90%) 7 (10%)

25 AY 55/55 (100%) 51 (93%) 4 (7%)

25 CY 55/55 (100%) 49 (89%) 6 (11%)

25 EY 55/55 (100%) 48 (87%) 7 (13%)

25 GY 55/55 (100%) 50 (91%) 5 (9%)

26 AZ 48/49 (98%) 38 (79%) 10 (21%)

26 CZ 48/49 (98%) 39 (81%) 9 (19%)

26 EZ 48/49 (98%) 42 (88%) 6 (12%)

26 GZ 48/49 (98%) 43 (90%) 5 (10%)

27 A0 47/48 (98%) 46 (98%) 1 (2%)

27 C0 47/48 (98%) 46 (98%) 1 (2%) A7 1 TT
27 EO 47/48 (98%) 45 (96%) 2 (4%) 26 60
27 GO 47/48 (98%) 45 (96%) 2 (4%) 26 60
28 Al 45/49 (92%) 42 (93%) 3 (7%) 151 43
28 C1 45/49 (92%) 43 (96%) 2 (4%) 25 59
28 E1 45/49 (92%) 42 (93%) 3 (7%) 151 43
28 G1 45/49 (92%) 44 (98%) 1 (2%) 45 |77
29 A2 38/38 (100%) 35 (92%) 3 (8%) 117 34
29 C2 38/38 (100%) 34 (90%) 4 (10%) 6] 22
29 E2 38/38 (100%) 35 (92%) 3 (8%) 34
29 G2 38/38 (100%) 34 (90%) 4 (10%) 6] 22
30 A3 51/52 (98%) 45 (88%) 6 (12%) 17
30 C3 51/52 (98%) 48 (94%) 3 (6%) 181 48
30 E3 51/52 (98%) 47 (92%)

30 G3 51/52 (98%) 47 (92%)

31 A4 34/34 (100%) 29 (85%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
31 C4 34/34 (100%) 29 (85%) 5 (15%)

31 E4 34/34 (100%) (91%) 3 (9%)

31 G4 34/34 (100%) (91%) 3 (9%)

32 A5 112/123 (91%) 93 (83%) | 19 (17%)

32 C5 112/123 (91%) 7 (87%) | 15 (13%)

32 E5 111/123 (90%) (86%) | 16 (14%)

33 A6 26/85 (31%) 1 (81%) 5 (19%)

34 | BB 180,199 (90%) 165 (92%) | 15 (8%)

34 | DB 180,199 (90%) 166 (92%) | 14 (8%)

34 FB 180,199 (90%) 167 (93%) | 13 (7%)

34 | HB 180,199 (90%) 167 (93%) | 13 (7%)

36 | BC 170/190 (90%) 153 (90%) 7 (10%)

36 | DC 170,190 (90%) 158 (93%) | 12 (7%)

36 FC 170,/190 (90%) 155 (91%) | 15 (9%)

36 | HC 170,190 (90%) 159 (94%) 1 (6%)

37 | BD 172/173 (99%) 164 (95%) 8 (5%) 23 56
37 | DD 172/173 (99%) 163 (95%) 9 (5%) 21 52
37 | FD 172/173 (99%) 164 (95%) 8 (5%) 23 56
37 | HD 172/173 (99%) 166 (96%) 6 (4%) 32 66
38 BE 113/126 (90%) 104 (92%) 9 (8%) 111 34
33 | DE 113/126 (90%) 106 (94%) 7 (6%) 16| 46
38 FE 113/126 (90%) 103 (91%) | 10 (9%) 9] 29
38 | HE 113/126 (90%) 104 (92%) 9 (8%) 34
39 BF 89/116 (77%) 80 (90%) (10%) 24
39 | DF 87/116 (75%) 84 (97%) (3%)

39 | FF 87/116 (75%) 79 (91%) (9%) . 27
39 | HF 87/116 (75%) 83 (95%) (5%) 57
40 | BG | 124/147 (84%) | 114 (92%) | 10 (8%) |_| 33
40 | DG 124/147 (84%) 121 (98%) 3 (2%) 75
40 | FG 124 /147 (84%) 120 (97%) 4 (3%) 34 68
10 | HG | 124/147 (84%) | 122 (98%) | 2 (2%) 55 I83] |

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
41 BH 104/105 (99%) 95 (91%) 9 (9%) m 30
41 DH 104/105 (99%) 97 (93%) 7 (%) 15] 43
41 FH 104/105 (99%) 99 (95%) 5 (5%) 23 55
41 HH 104/105 (99%) 94 (90%) | 10 (10%) 8] 26
42 BI 105/107 (98%) 93 (89%) 12 (11%) 18
42 DI 105/107 (98%) 100 (95%) 5 (5%) 23 55
42 FI 105/107 (98%) 96 (91%) 9 (9%) |1_0[ 30
42 HI 105/107 (98%) 99 (94%) 6 (6%) 181 49
43 BJ 86,/90 (96%) 83 (96%) 3 (4%) 32 66
43 DJ 86,/90 (96%) 80 (93%) 6 (7%) 141 40
43 FJ 86,/90 (96%) 81 (94%) 5 (6%) 181 49
43 HJ 86,/90 (96%) 81 (94%) 5 (6%) 181 49
44 BK 90/99 (91%) 85 (94%) 5 (6%) 197 50
44 DK 90/99 (91%) 88 (98%) 2 (2%) 45 177
44 FK 90/99 (91%) 81 (90%) 9 (10%) 24
44 HK 90/99 (91%) 83 (92%) 7 (8%) 35
45 BL 103/104 (99%) 95 (92%) 8 (8%) 117 35
45 DL 103/104 (99%) 96 (93%) 7 (7%) 147 42
45 FL 103/104 (99%) 95 (92%) 8 (8%) m 35
45 HL 103/104 (99%) 98 (95%) 5 (5%) 22° 54
46 BM 92/96 (96%) 86 (94%) 6 (6%) 15 44
46 DM 92/96 (96%) 89 (97%) 3 (3%) 33 67
46 FM 92/96 (96%) 88 (96%) 4 (4%) 26 60
46 HM 92/96 (96%) 87 (95%) 5 (5%) 20 51
47 BN 79/84 (94%) 74 (94%) 5 (6%) 161 45
47 DN 79/84 (94%) 77 (98%) 2 (2%) 42 174
47 FN 79/84 (94%) 76 (96%) 3 (4%) 29 64
47 HN 79/84 (94%) 79 (100%) 0 100 I
48 BO 76/77 (99%) 72 (95%) 4 (5%) 20 52
48 DO 76/77 (99%) 73 (96%) 3 (4%) 28 63
48 FO 76/77 (99%) 70 (92%) 6 (8%) m 34

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
48 HO 76/77 (99%) 73 (96%) 3 (4%) 28 63
49 BP 65/65 (100%) 61 (94%) 4 (6%) 16| 46
49 DP 65/65 (100%) 62 (95%) 3 (5%) 24 57
49 FP 65/65 (100%) 62 (95%) 3 (5%) 24 57
49 HP 65/65 (100%) 63 (97%) 2 (3%) 35 69
50 BQ 74/78 (95%) 66 (89%) 8 (11%) 608 21
50 DQ 74/78 (95%) 71 (96%) 3 (4%) 27 61
50 FQ 74/78 (95%) 70 (95%) 4 (5%) 20 51
50 HQ 74/78 (95%) 69 (93%) 5 (7%) 147 42
51 BR 48/65 (74%) 46 (96%) 2 (4%) 26 60
51 DR 48/65 (74%) 46 (96%) 2 (4%) 26 60
51 FR 48/65 (74%) 47 (98%) 1 (2%) A7 1 TT
51 HR 48/65 (74%) 48 (100%) 0 100 § § 100
52 BS 70/79 (89%) 64 (91%) 6 (9%) 104 30
52 DS 70/79 (89%) 68 (97%) 2 (3%) 37 71
52 FS 70/79 (89%) 67 (96%) 3 (4%) 26 60
52 HS 70/79 (89%) 68 (97%) (3%)

53 BT 65/66 (98%) 58 (89%)
53 DT 65/66 (98%) 59 (91%)
53 FT 65/66 (98%) 59 (91%)
53 HT 65/66 (98%) 55 (85%)
54 BU 44/61 (72%) 37 (84%)
54 DU 44/61 (72%) 41 (93%)
o4 FU 44/61 (72%) 39 (89%)
54 HU 44/61 (72%) 43 (98%)
5%) BV 568/578 (98%) 510 (90%)
55 DV 568/578 (98%) 514 (90%)
55 FV 568/578 (98%) 519 (91%)
55 HV 568/578 (98%) 525 (92%)
56 BW 2/2 (100%) 1 (50%)

56 DW 2/2 (100%) 1 (50%)
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles |
56 | Fw 2/2 (100%) 1(50%) | 1 (50%) o] o]
56 | HW 2/2 (100%) 1 (50%) 1 (50%) m'm
All All 21011/21990 (96%) | 19244 (92%) | 1767 (8%) 31

5 of 1767 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
55 DV 685 LEU
19 ES 45 VAL
55 HV 560 GLN
26 GZ 7 THR

4 ED 24 VAL

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 221
such sidechains are listed below:

Mol | Chain | Res | Type
2 EC 24 HIS
38 FE 12 GLN
55 HV 579 HIS
43 HJ 56 HIS

6 EF 62 GLN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers

1 AB 117/120 (97%) 17 (14%) 0

1 CB 117/120 (97%) 19 (16%) 0

1 EB 117/120 (97%) 18 (15%) 0

1 GB 117/120 (97%) 20 (17%) 0

3 AA 2850/2904 (98%) 457 (16%) 40 (1%)

3 CA 2850/2904 (98%) 457 (16%) 39 (1%)
3 EA 2850/2904 (98%) 452 (15%) 36 (1%)
3 GA 2850/2904 (98%) 459 (16%) 38 (1%)
35 BA 1532/1542 (99%) 265 (17%) 17 (1%)
35 DA 1532/1542 (99%) 264 (17%) 14 (0%)
35 FA 1532/1542 (99%) 263 (17%) 16 (1%)
35 HA 1532/1542 (99%) 268 (17%) 15 (0%)
All All 17996 /18264 (98%) 2959 (16%) 215 (1%)
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5 of 2959 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 AB 3 C
1 AB 15 A
1 AB 16 G
1 AB 21 G
1 AB 30 C

5 of 215 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
3 EA 503 A
3 EA | 2423 U
3 GA | 2902 C
3 EA 784 G
3 EA 1378 A

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

16 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 | o\ R\ISZ [ (2] > 2 | Counts | RMSZ | #(2] > 2

56 | 50H | DW 56 | 712,13 | 1.82 | 2 (28%) |4,16,18 | 1.91 | 3 (75%)

26 | KBE BW o6 8,8,9 1.23 2 (25%) | 6,8,10 1.30 1 (16%)

56 | DPP DW 56 4,5,6 0.89 0 1,5,7 0.82 0

56 | UAL | DW 56 | 689 | 250 | 3(50%) | 4,911 | 4.33 | 2 (50%)

56 | UAL | HW 56 | 689 | 319 | 3(50%) | 4,911 | 461 | 3 (75%)

56 | KBE DW 56 8,8,9 0.98 0 6,8,10 1.47 2 (33%)
56 | DPP BW 56 4,5,6 1.00 0 1,5,7 0.46 0
56 | KBE FwW 56 8,8,9 0.96 0 6,8,10 1.09 0
56 | KBE HW 56 8,8,9 0.94 0 6,8,10 1.24 1 (16%)
56 | DPP HW 56 4,5,6 0.99 0 1,5,7 0.35 0

DN RN~ O] O N~ O

o6 50H FwW 56 | 7,12,13 | 2.07 2 (28%) | 4,16,18 | 1.75 2 (50%)
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Mol | Type | Chain | Res | Link | oo RASZ | £12]> 2 | Couts | RMSZ | 412> 2
56 | UAL FwW 5 56 6,8,9 2.47 | 3 (50%) | 4,9,11 5.15 1 (25%)
56 50H HW 6 56 | 7,12,13 | 1.77 2 (28%) | 4,16,18 | 1.42 1 (25%)
56 | UAL BW 5 56 6,8,9 2.51 3 (50%) | 4,9,11 4.46 1 (25%)
56 50H BW 6 56 | 7,12,13 | 1.81 2 (28%) | 4,16,18 | 2.49 2 (50%)
56 | DPP FW 2 56 4,5,6 1.23 0 1,5,7 0.88 0

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
56 50H DW 6 56 - 1/2/18/20 | 0/1/1/1
56 | KBE BW 1 56 - 7/7/7/8 -

56 | DPP DW 2 56 - 0/2/4/6 -
56 | UAL DW 5 56 - 1/3/7/9 -
56 | UAL HW 5 56 - 1/3/7/9 -
56 | KBE DW 1 56 - 3/7/7/8 -
56 | DPP BW 2 56 - 0/2/4/6 -
56 | KBE FwW 1 56 - 3/7/7/8 -
56 | KBE HW 1 56 - 4/7/7/8 -
56 | DPP HW 2 56 - 0/2/4/6 -
56 50H FwW 6 56 - 0/2/18/20 | 0/1/1/1
56 | UAL FW 5 56 - 0/3/7/9 -
56 50H HW 6 56 - 1/2/18/20 | 0/1/1/1
56 | UAL BW 5 56 - 0/3/7/9 -
56 50H BW 6 56 - 0/2/18/20 | 0/1/1/1
56 | DPP FwW 2 56 - 0/2/4/6 -
The worst 5 of 22 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
56 HW 5 UAL | CI-N1 | 4.85 1.47 1.40
56 HW 5 UAL | CB-N1 | 4.44 1.47 1.35
56 FW 5 UAL | CB-N1 | 4.16 1.46 1.35
56 HW 5 UAL | C-CA | 4.15 1.52 1.45
56 BW 5 UAL | CB-N1 | 4.15 1.46 1.35

The worst 5 of 19 bond angle outliers are listed below:
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Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(?)
56 FW 5) UAL | O-C-CA | -10.13 112.69 125.39
56 BW 5 UAL | O-C-CA | -8.381 114.35 125.39
56 HW 5 UAL | O-C-CA | -8.73 114.45 125.39
56 DW 5 UAL | O-C-CA | -8.24 115.06 125.39
56 BW 6 50H | O-C-CA | -3.70 115.26 124.777

There are no chirality outliers.

5 of 21 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms

56 BW 1 KBE 0O-C-CA-CB
56 BW 1 KBE C-CA-CB-N
56 BW 1 KBE | C-CA-CB-CG
56 BW 1 KBE | N-CB-CG-CD
56 BW 1 KBE | CA-CB-CG-CD

There are no ring outliers.

12 monomers are involved in 15 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
56 DW 6 50H 1 0
56 BW 1 KBE 2 0
56 DW 5 UAL 2 0
56 DW 1 KBE 2 0
56 FwW 1 KBE 1 0
56 HW 1 KBE 3 0
56 HW 2 DPP 1 0
56 Fw 6 50H 1 0
56 FwW 5 UAL 1 0
56 HW 6 50OH 2 0
56 BW 5 UAL 2 0
56 BW 6 50H 1 0

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 756 ligands modelled in this entry, 752 are monoatomic - leaving 4 for Mogul analysis.
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In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond
length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link CountsBonlgl\/Ilgggt:jZ | > 2 CountsBOII%ll(\i/[Saanle#ZZ | > 2
59 | GCP BV 801 57 | 32,34,34 | 1.85 9 (28%) | 49,54,54 | 1.95 13 (26%)
59 | GCP | DV | 801 | 57 | 32,3434 | 1.76 | 8 (25%) | 49,5454 | 1.94 | 13 (26%)
59 | GCP | FV | 801 | 57 | 32,3434 | 1.74 | 7 (21%) | 49,5454 | 1.99 | 14 (28%)
59 | GCP HV 801 b7 | 32,3434 | 1.71 7 (21%) | 49,5454 | 1.91 18 (36%)

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
59 | GCP BV 801 57 - 2/19/38/38 | 0/3/3/3
59 | GCP DV 801 57 - 1/19/38/38 | 0/3/3/3
59 | GCP FV 801 57 - 3/19/38/38 | 0/3/3/3
59 | GCP HV 801 57 - 3/19/38/38 | 0/3/3/3

The worst 5 of 31 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
59 HV 801 | GCP | C2-N2 | 4.90 1.45 1.34
59 FV 801 | GCP | C2-N2 | 4.69 1.45 1.34
59 DV 801 | GCP | C2-N2 | 4.52 1.44 1.34
59 BV 801 | GCP | C2-N2 | 4.51 1.44 1.34
59 FV 801 | GCP | C2-C3’ | -4.18 1.42 1.53

The worst 5 of 58 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
59 BV 801 | GCP | PB-O3A-PA | -5.82 113.39 132.37
59 FV 801 | GCP | C2-N3-C4 | 5.69 122.10 112.30
59 FV 801 | GCP | C5-C4-N3 | -5.55 119.56 128.39
59 DV 801 | GCP | PB-O3A-PA | -5.22 115.35 132.37
59 HV 801 | GCP | C2-N3-C4 | 5.20 121.25 112.30

$roe
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There are no chirality outliers.

5 of 9 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
59 BV 801 | GCP | PB-C3B-PG-03G
59 FV 801 | GCP | PB-C3B-PG-O1G
59 FV 801 | GCP | PB-C3B-PG-02G
59 FV 801 | GCP | PB-C3B-PG-03G
59 HV 801 | GCP | PB-C3B-PG-0O1G

There are no ring outliers.

4 monomers are involved in 5 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
59 BV 801 | GCP 1 0
59 DV 801 | GCP 1 0
59 FV 801 | GCP 2 0
59 HV 801 | GCP 1 0

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

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


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


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