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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.70 A.

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

Metric Percentile Ranks Value
Clashscore I . 41
Ramachandran outliers TN 12.1%
Sidechain outliers I W 10.9%
RSRZ outliers I 0 D 2.2%
RNA backbone I I I .52
Worse Better

0 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 79885 1009 (3.94-3.46)
Ramachandran outliers 78287 1016 (3.98-3.42)
Sidechain outliers 78261 1014 (3.98-3.42)
RSRZ outliers 66119 1099 (4.00-3.40)
RNA backbone 1838 1008 (4.52-2.80)

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 on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol | Chain | Length Quality of chain
1 AA 1522 | = -
1 CA 1522 | = .
2 AB 256 P
2 CB 256 P
3 AC 239 —
3 CC 239 — ——
4 AD 209 .
4 CD 209 .
5 AE 162 —
5 CE 162 —
6 AF 101
6 CF 101 B
7 AG 156 .
7 CG 156 B .

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

Mol | Chain | Length Quality of chain
8 AH 138 —
8 CH 138 —
9 Al 128 —
9 CI 128 | —
10 CJ 105 -
11 AK 129 [ —
11 CK 129 — —
12 AL 132 = . mme
12 CL 132 [
13 AM 126 [ —
13 CM 126 - ——
14 AN 61 e ——
14 CN 61 [ e —
15 AO 89 —
15 CO 89 ——
16 AP 88 —
16 CP 88 —
17 AQ 105 ——
17 CQ 105 ——
18 AR 88 B
18 CR 88 B
19 AS 93 | I
19 CS 93 | T -
20 AT 106 ———
20 CT 106
21 AU 27 [ ——
21 CU 27 _— —
22 AV 76 = ——
22 (G4 76 [ ——
23 AW 7 W
23 CwW 77 [ ]
24 AX 25 T
24 CX 25 e
25 AY 691 [ T
25 CYy 691 —_— ——
26 BO 85 [ —
26 DO 85 e F—
27 B1 98 ——
27 D1 98 | S e —
28 B2 72 [ S ——
28 D2 72 e . mm

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

Mol | Chain | Length Quality of chain
29 B3 60 -_— —
29 D3 60 —— —
30 B4 71 .
30 D4 71 [ . —
31 D5 60 [ e
32 B6 54 -
32 D6 54 ]
33 B7 49 [ —
33 D7 49 —
34 B8 65 e o -
34 D8 65 ——
35 B9 37 [ —
35 D9 37 [ —
36 BA 2915 | = ——
36 DA 2915 |m ———
37 BB 122 e—— e
37 DB 122 ——
38 BC 229 B —
38 DC 229 [ —
39 BD 276 —
39 DD 276 —
40 BE 206 B
40 DE 206 [ -
41 BF 210 [ ——
41 DF 210 [ —
42 BG 182 E—
42 DG 182 B
43 BH 180 e
43 DH 180 B
44 BJ 173 -
44 DJ 173 -
45 BN 140
45 DN 140 e——
46 BO 122 e
46 DO 122 e
47 BP 150 Ee—
47 DP 150 [ . -
48 BQ 141 —
48 DQ 141 B —
49 BR 118 —  w
49 DR 118 — S m

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

Mol | Chain | Length Quality of chain
50 BS 112 R
50 DS 112 B
51 BT 146 e—
51 DT 146 . —
52 BU 118 [ —
52 DU 118 [ ——
53 BV 101 B ——
53 DV 101 [ . ————
54 BW 113 —
54 DW 113 [ —
5%) BX 96 B e
55 DX 96 B C me
26 BY 110 [ .
56 DY 110 I
57 BZ 206 —
o7 DZ 206 —
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2 Entry composition (i)

There are 61 unique types of molecules in this entry. The entry contains 307606 atoms, of which
0 are hydrogen and 0 are deuterium.

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

atoms.

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L AA 1504 ?TQO;;EIJ 14?90 53&22 10(244 1;())3 0 0 0
L CA 1504 ??;O;;El) 14(?390 5€1)\I92 10(244 1E])E())3 0 0 0
e Molecule 2 is a protein called 30S RIBOSOMAL PROTEIN S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 239 ?SB?I 12Cl?) 314\112 3(21 g 0 0 1
2 CB 239 ?SE)?I 12013 314\112 3(21 g 0 0 1
e Molecule 3 is a protein called 30S RIBOSOMAL PROTEIN S3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s AC 207 fgtgl 1(?16 31115 2(8)1 ? 0 0 1
3 cC 201 Tl‘gtlzl 1516 31115 2(8)1 ? 0 0 1
e Molecule 4 is a protein called 30S RIBOSOMAL PROTEIN S4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 208 ?;E)Zl 10%6 32]9 2(9)1 g 0 0 0
4 Cb 208 f%&;)l 10%6 3§9 2(9)1 3 0 0 0

e Molecule 5 is a protein called 30S RIBOSOMAL PROTEIN S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 AE 151 1147 724 218 201 4 0 0 1
Total C N O S
5 CE 151 1147 724 218 201 4 0 0 1
e Molecule 6 is a protein called 30S RIBOSOMAL PROTEIN S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AF 101 843 531 155 154 3 0 0 0
Total C N O S
6 CF 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S RIBOSOMAL PROTEIN S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 AG 155 1257 781 252 218 6 0 0 0
Total C N O S
7 CG 155 1257 781 252 218 6 0 0 0
e Molecule 8 is a protein called 30S RIBOSOMAL PROTEIN S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | AH 138 1116 705 215 193 3 0 0 0
Total C N O S
8 CH 138 1116 705 215 193 3 0 0 0
e Molecule 9 is a protein called 30S RIBOSOMAL PROTEIN S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
) Al 127 1010 639 197 174 0 0 0
Total C N @)
) CI 127 1010 639 197 174 0 0 0
e Molecule 10 is a protein called 30S RIBOSOMAL PROTEIN S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 A 9 795 499 157 138 1 0 0 1
Continued on next page...
gPDER
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 CJ 9 T709t§1 459 11;7 1(??8 ? 0 0 1
e Molecule 11 is a protein called 30S RIBOSOMAL PROTEIN S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 119 T808t5a 1 55139 11;518 1((?5 g 0 0 0
1 CK 119 T808t5al 529 11;518 1(6)5 § 0 0 0

e Molecule 12 is a protein called 30S RIBOSOMAL PROTEIN S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
A T N
R I A R L

e Molecule 13 is a protein called 30S RIBOSOMAL PROTEIN S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
I W L
R A W R L B

e Molecule 14 is a protein called 30S RIBOSOMAL PROTEIN S14 TYPE Z.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

o R I N R L R
e Molecule 15 is a protein called 30S RIBOSOMAL PROTEIN S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 | A0 i B 0 0 0
15| <O i B 0 0 0
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e Molecule 16 is a protein called 30S RIBOSOMAL PROTEIN S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 AP 84 T;)Otlal 45133 111\110 1(1)7 ? 0 0 1
A R N

e Molecule 17 is a protein called 30S RIBOSOMAL PROTEIN S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 AQ 100 T802t4iL 1 538 1?2 122 g 0 0 1
17 cQ 100 TSOQtZ 1 538 11;2 1(22 2 0 0 1

e Molecule 18 is a protein called 30S RIBOSOMAL PROTEIN S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

18 CR 7 T507t4iL 1 327 11112 9(?3 0 0 0
e Molecule 19 is a protein called 30S RIBOSOMAL PROTEIN S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
R L
R R L B

e Molecule 20 is a protein called 30S RIBOSOMAL PROTEIN S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
W R B A
w e | oW e w2 O | 0 |0

e Molecule 21 is a protein called 30S RIBOSOMAL PROTEIN THX.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 AU 25 209 128 51 30 0 0 1
Total C N O
21 CuU 25 209 128 51 30 0 0 1
e Molecule 22 is a RNA chain called MRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 AV 76 1619 723 290 531 75 0 0 0
Total C N O P
22 CV 76 1619 723 290 531 75 0 0 0
e Molecule 23 is a RNA chain called RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 | AW 7 1641 733 207 535 76 0 0 0
Total C N O P
23| CW v 1641 733 207 535 76 0 0 0
e Molecule 24 is a RNA chain called RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
24 | AX 12 257 116 49 80 12 0 0 0
Total C N O P
24 CX 12 257 116 49 80 12 0 0 0
e Molecule 25 is a protein called ELONGATION FACTOR G.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2% | AY 667 5215 3316 893 988 18 0 0 1
Total C N O S
25 CY 667 5215 3316 893 988 18 0 0 1
e Molecule 26 is a protein called 50S RIBOSOMAL PROTEIN L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 B0 84 662 410 140 111 1 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

26 DO 84 Tﬁoggl 4(le 114\110 1(1)1 ? 0 0 0
e Molecule 27 is a protein called 50S RIBOSOMAL PROTEIN L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 Bl o T703t2al 420 114\116 1(2)5 ? 0 0 1
27 b1 o T703t2al 420 114\116 1(2)5 ? 0 0 1

e Molecule 28 is a protein called 50S RIBOSOMAL PROTEIN L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e O B A
e I B N

e Molecule 29 is a protein called 50S RIBOSOMAL PROTEIN L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

20 | D3 60 nggl 238 ; 708 ? 0 0 1
e Molecule 30 is a protein called 50S RIBOSOMAL PROTEIN L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 | B4 58 E’;iﬂ 2(55 ;\18 803 g 0 0 1
30 | D4 58 E’;j‘l 2g5 ;\18 53 g 0 0 1

e Molecule 31 is a protein called 50S RIBOSOMAL PROTEIN L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 | B5 59 ngl 2g8 é\é ;)6 g 0 0 0
31 | D5 59 ngl Qgg é\é ;)6 g 0 0 0
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e Molecule 32 is a protein called 50S RIBOSOMAL PROTEIN L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 | B6 50 Tg;l 2(770 81\; % i 0 0 0
32 | D6 50 Tg:,fl 2% 81\; % i 0 0 0
e Molecule 33 is a protein called 50S RIBOSOMAL PROTEIN L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 B7 49 aoltgl 2?7 11(315 505 2 0 0 !
33 b7 49 Tzfltgl 2?7 11(\)15 505 g 0 0 !
e Molecule 34 is a protein called 50S RIBOSOMAL PROTEIN L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
wlm | ow [T SOE
IR TS HERERE
e Molecule 35 is a protein called 50S RIBOSOMAL PROTEIN L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 | B9 37 Tgo(f?l 1;38 é\; 27 i 0 0 0
IR -E Y S HIEREEE
e Molecule 36 is a RNA chain called 23S RIBOSOMAL RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 BA 2901 (;l;oélt?éll 27506 111(\3181 20887 2;?)0 0 0 0
30 DA 2901 (rSFQOi?jl 27506 111(\3181 20887 252)0 0 0 0

e Molecule 37 is a RNA chain called 5S RIBOSOMAL RNA.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
37 BB 119 2551 1136 471 826 118 0 0 0
Total C N O P
37 DB 119 2551 1136 471 826 118 0 0 0
e Molecule 38 is a protein called 50S RIBOSOMAL PROTEIN L1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 BC 228 1742 1101 319 319 3 0 0 0
Total C N O S
38 DC 228 1742 1101 319 319 3 0 0 0
e Molecule 39 is a protein called 50S RIBOSOMAL PROTEIN L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BD 275 2145 1353 428 361 3 0 0 0
Total C N O S
39 bD 275 2145 1353 428 361 3 0 0 0
e Molecule 40 is a protein called 50S RIBOSOMAL PROTEIN L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BE 205 1564 988 300 270 6 0 0 1
Total C N O S
40 DE 205 1564 988 300 270 6 0 0 1
e Molecule 41 is a protein called 50S RIBOSOMAL PROTEIN L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 | BF 208 1624 1035 304 282 3 0 0 1
Total C N O S
4| DF 208 1624 1035 304 282 3 0 0 1
e Molecule 42 is a protein called 50S RIBOSOMAL PROTEIN L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 BG 181 1474 942 268 260 4 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
42 DG 181 ?AOL;ZI 922 21(\318 2((?0 ZSL 0 0 0
e Molecule 43 is a protein called 50S RIBOSOMAL PROTEIN L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 BH 167 ?gtg;l 8%]3 21;58 2(2)7 ? 0 0 1
8| DH |67 g oo a | 0 | 0
e Molecule 44 is a protein called 50S RIBOSOMAL PROTEIN L10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 BJ 170 gof)t ?I 5(130 11;0 1(7)1 0 0 0
4 bJ 170 T8O5t ?l 5(130 11;10 1(7)1 0 0 0
e Molecule 45 is a protein called 50S RIBOSOMAL PROTEIN L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
B BN |1 gy g g | 0 | 0
B DN | g g s | 0 | 0
e Molecule 46 is a protein called 50S RIBOSOMAL PROTEIN L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 BO 122 go?f; 1 5(8;8 11;11 1?0 ZSl 0 0 0
46 bo 122 20;; 1 5(8]8 11;11 1?0 i 0 0 0
e Molecule 47 is a protein called 50S RIBOSOMAL PROTEIN L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 BP 146 ?itlzjll 632 2217 183 2 0 0 0
47 bp 146 ?itlzjll 632 21;17 183 2 0 0 0
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e Molecule 48 is a protein called 50S RIBOSOMAL PROTEIN L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 BQ 141 ?it;; 7C135 21112 1(8)8 ? 0 0 0
81D N o 0 0 0

e Molecule 49 is a protein called 50S RIBOSOMAL PROTEIN L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
49 BR 17 T906t(§L 1 539 21812 1(5)9 0 0 0
49 bR 17 TQOE;D(? 1 539 21(\)12 1(5)9 0 0 0

e Molecule 50 is a protein called 50S RIBOSOMAL PROTEIN L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o BS 9 T7O7till 4(836 11;5 1(3)0 0 0 1
o DS 9 T7O7till 436 11;5 1(3)0 0 0 1

e Molecule 51 is a protein called 50S RIBOSOMAL PROTEIN L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
ol BT 138 rl1?221 7(130 21?\)15 1(;6 ? 0 0 :
ol DT 138 ?{gl 7(130 21?\)15 1(;6 ? 0 0 :

e Molecule 52 is a protein called 50S RIBOSOMAL PROTEIN L20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 BU 1 gogg 1 6%4 21(\)12 1(5)1 ? 0 0 0
52 bu L goffg 1 6%4 21(\JIQ 1(5)1 ? 0 0 0

e Molecule 53 is a protein called 50S RIBOSOMAL PROTEIN L21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
53 BV 101 779 501 142 135 1 0 0 0
Total C N O S
53 by 101 779 501 142 135 1 0 0 0
e Molecule 54 is a protein called 50S RIBOSOMAL PROTEIN L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o BW 113 896 563 176 155 2 0 0 0
Total C N O S
o4 DW 13 896 563 176 155 2 0 0 0
e Molecule 55 is a protein called 50S RIBOSOMAL PROTEIN L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
55 BX 23 726 471 132 123 0 0
Total C N O
55 DX i 726 471 132 123 0 0
e Molecule 56 is a protein called 50S RIBOSOMAL PROTEIN L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
56 BY 107 811 520 155 131 5 0 0 1
Total C N O S
o6 DY 107 811 520 155 131 5 0 0 1
e Molecule 57 is a protein called 50S RIBOSOMAL PROTEIN L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
57 | Bz 185 1468 936 262 268 2 0 0 I
Total C N O S
57 | Dz 185 1468 936 262 268 2 0 0 1

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

Mol

Chain

Residues

Atoms

ZeroOcc

AltConf

o8

B4

1

Total
1

7n
1

0

0

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK




Page 17

wwPDB X-ray Structure Validation Summary Report

4V8U

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
58 | CN | Toltal Zln 0 0
58 | AN 1 Toltal Zln 0 0
53 B9 1 Total Zn 0 0
1 1

53 DY 1 Total Zn 0 0
1 1

53 D4 1 Total Zn 0 0
1 1

53 D 1 Total Zn 0 0
1 1

58 | AD 1 Toltal Zln 0 0

e Molecule 59 is FUSIDIC ACID (three-letter code: FUA) (formula: Cg3Hy50g).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
59 AY 1 a7 3l 6 0 0
Total C O
59 CY 1 a7 3l 6 0 0

e Molecule 60 is GUANOSINE-5-DIPHOSPHATE (three-letter code:

C10H15N5011P2)-

GDP) (formula:
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SO I’.; H
H ;'lll,lf - 0
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
60 AY 1 28 10 5 11 2 0 0
Total C N O P
60 CY 1 28 10 5 11 2 0 0

e Molecule 61 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol

Chain

Residues Atoms ZeroOcc | AltConf
61 | AY 1 Toltal l\{g 0 0
61 | CY 1 Total - Mg 0 0
1 1




4V8U

wwPDB X-ray Structure Validation Summary Report

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic

shows the sequence view annotated by issues in geometry and electron density. Residues are color-

outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

a poor fit to the electron density (RSRZ > 2). 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,

coded according to the number of geometric quality criteria for which they contain at least one
are shown in grey.

3 Residue-property plots (i)
o Molecule 1: 16S RIBOSOMAL RNA

Chain AA: =

Page 19

o 9w | oerv 1020 [wasv | [199 | st |
€9 8HTH [ |
TLO . 31D 8679
Lo 9%19
0.0 | v
699 BHTD
899 £PTY 7610
190 . eIy €610
999 TPV z6Tn
| ogson | 1619
%99 9€TD . o6mn
€90 qe10 16819
zon [ | M68TA
I €10 £6819
| 8% 96819
189 9219 J68T0
930 szIn 6870
[ | [ | as81o
€3y 1210 06810
(25 I 46810
15V ¥68T0
[ | 8TTN 6879
890 L1 8810
ok B
979 9810
apn $TT0 a1y
| | et 819
[a7%) 237
179 1119
Lo 0110 I
6€9 60TV 0810
3£ . g0ty 64TV
| oen 1079 8LTD
9€0 9010 1410
3D 9,10 (2541
$ED SLTO | oTsev |
| eev $LTO 0579
zev 201D £.10 6750
ToTY Lo -
TLTY 1599
oL1n 999
[ | SHD
8
9910
%910 THY0
€910
(23414
T9TY

651D
891D
LSTD
]
SST0

9€¥D

vevn

[4<1a
TSIV
0§70

Lzvn
9Tvd

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

wwPDB X-ray Structure Validation Summary Report 4V8U

Page 20

788N
€880
2880

9g%6n
ssen
756D
€569

156D

676V

vced
£V

0ozen
616V
816V

716V

+

0760
606V
806V

+

€069
206D

006V

L10TD
9101V
STOTV
Y101V

17019

600TD
800TD
L00TD
900TD
® S00TV

(]
® 200t
@ V100TD
(]

00010
6660
866D
Leen
966V
§660

0662

186D
986V

786D
£86Y

6.60

196D

S96Y

€969
2960

® LEOTD
D omw
®

YE0TD

€€0TD

CEOTD
® TEOTD
@ (J0E0TY
(]
(]
@ V0Eotrd

[}
620TD

e 0z0oTn

LYT1D
wwmﬂ¢
EVTITD
(4455
T9110

8TTID

9TTID

(4337

OTTTV

80TTD
L0TTD
90TTD

70T1D
€0TTD

00TTD
660TD
860TD
L60TD
96010

|

1445
0zTTd
61210
812D

0021D
66TTN
86TTD

96TTN
S6TTD

T6TTY

.

T8T1D
6LTTY
CTLT1D

TLTTD
0LTTV

89TTV
9911D

%9110

26210

0621

88CTV

%8210

[4:14%)

6L2TV
8,210
L1210
921D
SLTTV

€LT1D
cLTTD
T.L21D
0.21D
69CTV

99219
G921
¥921D

0921D
69210
8G92T1H
® .STin

S§S2TD

€5CTD
[4<taa 4
TSCTV
0STTV

CSETD
TSETN

67ETV

SveETN
vPeTd
EVETD
ZYETD

0vETV
6EETY

LEETD

70€TD
€0€TD

86210
L6210
96210
S62TH
¥621D
€621

OT¥ID
60%T0
80%TV

90%1Nn
SO%TH

€0%T0
20%10

00%TD

96ETY

V6ETY
€6€TN
2T6ETD
T6€TN
06€TN
68€TO
88E€TO
LB8ETD

YE9ETV

C9ETD

8GETN
LSETY
9GETD
SGETD
¥SETD

6871

L8%TD
ww“ﬁu
08%1D
mhﬂﬁu
vL91D
mn“ﬁ<
69%1D
89VTV
L9¥TD
99¥%10
mw“ﬂo
T9%1D
09%TV
6S%TO
8S¥TD
LSPTD

[ ] \.ﬁw.g
o445
9443

15445
o¢“ﬂo
9€VTIN
SEVTD
YEVIV

CEVTD
ﬁm“ﬁo
PX4491)
9CY1D

i242%)
445
Nmﬂﬂu
(1545
8TVIV

STPTD

€TV
(4545

0ESTH

|

92S1D
1] 53}

€231

— N
oo
w v
~
(=}

8TSTV

TOSTD
00STV

165 RIBOSOMAL RNA

IIIIIIIIIIIIIIIIIIIIIIIIIII

e Molecule 1
Chain CA

18D
96N

egy
4]
TSV
0SY

©
S
jl

6€D
8€D

9€0
ged
e

zey

-
o
o

0€N

0ozn

000000000OCOO
®
L
p=:

81D
110

921D

TT1D
011D
60TV

L0TD

€0TD
20T
10TV
001D

660
86D
960
€60

[
e}
O

6.9

L

oo
049
699

SL1D
¥L10
€LTN

TLIV

0S70

8%1D

i)

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 21

982D
¥82H

8.LTH
LL20
9.2H
S.2D

TL20

4]
¥52d

éven
8%20

oy
i)

o
3

avTo
%20

6ecn
8E€TH
LETD
9€TH
GETO

¥2eo
€zcen
zgeen
T2ed
02ed
612D
812D
L1280

102D

861D

vhev
£ven
Tved

8EEY
LEED

feioioh)
veed
€E€ED

TE€ED
0€ED

9zeD
Seev
vced
€2en

0zed
61€D

€LEV
TLED
TLED
0.L€D

89¢eN
L9EN

S9€Nn

€870
{454 4
18%D

6.%D
LLYY
9.%D
S.%D
254
€LVD
TLYY

0.L%0

8S%0

€SPV
[4sia 4

0S%D
677D

L%%D
9%¥D
Sv¥D

{4747

9€VD

vewn

L%90
ovon

0%9v
6€9D

NOFWON 0D 0 WO
MO AANNNAND 0 mMm0nn
© ©©©OOo0Ooo © ©© OO
<OV DBSBS SOB DB

TT9V
07199
609V
809V

7099
€090
209y
1090
009D
663D
868N

265D
7680

885D

S85D
%899

288N

6.9D

LL9D
9.9D

€LSV

TS0

2950
798N

92LD
STLD

T6.LD

96D
0¥%60

6E6D

LEBY

TEBD
T€6D

016D
606V
806V

1

£06D

9980
S98Y

® T00TH
® VI00TH

. ro0ty |
00010
] 6660
866D
Leen
966V
$660

T901D
090TD
6S0TD
850TD
L5019
950TN
SS0TV

L¥0TD

€¥01D
(44U

6€0TD
8€0TD

ve0Td
€€0TD
2e0Td
TEO0TD
QOE0TY

VOE0TD

620TD

92019

YETTD
€ETTD
CETTD
TETTD

62TTD
8CT1D

9zTIn
SgTIn
174395
€CTTV

0zT1d
6TT1D
8TT1D

9TTTD

[435%)
TI1TV
OTTTV

80TTD
L0TTD
90TTD

v0T1D
€0TTD

11210

60TTD
80T1D
L0219
9021
sozTn
v0TTV
€02TD

0021D
66TTN
86T1D

96110
S6TTD

1611V

811D
08TTV
mhmﬁ¢
TLTTID
TLITD
OLTTY

89TTV
99TTD

v9T1D
€9T1D
29TTD
19110
09T1D
6STTN

LSTTV

¥ST1D
€STTID

TSTTV
0STTIN
6%T1D
8vTIN
L%T1D
0¢m«¢
eYTTD
(4259

7110

9€TIN
SETTN

" oseiv
6LTTV
8.T1n
LLT1D
9,219
SLTTY
€L2TD
cLTTD
TL2TD
0L21D
mwm~<
9921H
9921D
wwmﬂo
0921D
6SCTD
8SCTD
® .SZTin

GSTTD
75210

(45148 |
TSCTV
0821V

mwma<
SveTV
4445
€%¢1D

e
oveIn
6ETTY

LETTID
9€TTY
SeTIn
veTID
€ETTD

82C1ID

T2eTD
(445
61210
81CTD

0vETY
B6EETY

LEETD

YEETD
EEETY
CEETY
TEETD
0€ETN
B6ZETY
8CETD
LTETD
9CETD
SCETD
YCETV

T2ETD

78210

[4:14%)

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 22

LLETY
9LETN

vLETY
€LETD
CLETN
TLETD
0LETD
69€TD
89€TH
L9€TD
99€TD

VEOETV

C9€TD

09€TY

ELYTY
cLyIn

69%1D
89¥%TV
L9¥TD
99%10

vov1D
€9%10

T9%1D
0971V
631D
89%1D
LSY1D

SYP10
14440
€YVID
azcyvviv

19710

6EVTO
8EVTD

9EVIN
SEVTD

CEVTD
TEVTD

Levin

60%10

SO%TD

€0%10
20%10

0ESTD
62STD

L2STD
9231
SCSTD

€TSTD

12510

LTSTD
9TGTD
STSTO
$1S1D
E€TSTY
18T
TISTD

60STD
808T1H
LOSTV

00STV

LBYTD
96710
S6vTn
Y6710

30S RIBOSOMAL PROTEIN S2

1671

e Molecule 2
Chain AB

681D
88¥%1D
L8%1D
98¥%1D

08%1D
6.%10

v.Lv1D

19T
09d

8GI
9G4

Sl
€54

9€Yd

vev
€EX
[4%
TEX
ogy
6Tv

3

SCN

€ecy
ey
14

6TH

4%

T
07T

+

vera

3
I

0€TY

8214

9zTa
S2Td
vers

14%¢

611d
8111

STTT
2%

T11d
0710

80TI
L0TL

2011
TOTW

L6M
964

(49
Téd
06N

88V

984

v8d
€8I
284

08I
6.0

LLY
9Lb

€LL

0,4

891

66TA

LBTA

76Td
€61Q
C6TSs
T61d

68TQ
88TV
1811

S8TI
Y8TA

2¢8TI

6LTX

9.7

TLIA

0LTa
69T
89TL
191d
991
S9TA
Y9TA
€974

8STT

951X
GSTT

0%zh

8€TT

G€TS
v€cd

Tees

9z
STV

30S RIBOSOMAL PROTEIN S2

€2CI

c¢ocd
T02I

e Molecule 2
Chain CB

il
44!

15728
O%H
6€1
8€D

9€Yd

vev
€EX
[4%
TE€X
ogy
62y

3

SN

(=3
)
=

€y
e
14

6TH

T
0T1

748

1211

6712
8111

STTT
3%

T17d
0Tt

80TI
LOTL

[0
TOTH

L6M

©
Q
"

- oM
DO D
a > =

N o © ©
©Q 0 0 0 0
M= | 5] <

081
6.0

LLY

68TQ
88TV
L8TT

S8TI
78TA

Z8TI
1874

6LTY

9,74

TLIA

0LTH
69TA
89TL
191d
991d
S9TA
Y9TA
€914

6STd
8STT

9STA

O%TH

[eiz4)]

8€TT

GETS
vecd

30S RIBOSOMAL PROTEIN S3

reea

9z

144 4

€201

e Molecule 3
Chain AC

79A

29a

09V
654
854
LSI
95d

94

S¥Y
vva

7D
0%y
6€1
8€Yd

Sed

Tey
ozs

3

STL

EN
(4]

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 23

EETY
CETY

8214

¥erI

14 1i]

TCTV

L6%

©
D
o

761
€63
[4:)

884
181
98A

81
€84
284

089

81D
A
9LA
SLA

€.d

TLY
0LA
69H
89A

S6TA

€6TXA
T6TL

0674
68TV

9814

Y8TA

2811
T8TIN
08TV

9LTH

¥L1d
€LTA
cL1d

69TV

502D
70C1

e Molecule 3
Chain CC

[4uas
TOTA

86TA
L61D
9611

30S RIBOSOMAL PROTEIN S3

89A

7oA

i
+
i

09V
654

N~ 0o
[IsYe)
H o

DO ®
< 0w 0
n <o <<

0
+
.>‘

< w0
< <
oo

{4741
0
ovy
6€1
8€Y

sed

zel

3

8zh

o
4]
eV
€CA

€ETY
CETH

8¢T4d

j£49"
€2Th

{144
0ZTA

8TTh

STTT
¥11d
€Ty
C1is
111
OTIN

LOTD
90TA

COTN
TOT1

684
884
181
98A

78I

{4k

089

8.9

LLI

69H

S6TA

€6TA
2611

067H
68TV

9814

78TA

2811

LLTL
9LTH

¥L1d

8ETA

LETV
9ETH

PeTI

%021

[dvan
T0ZA

86TA

9611

30S RIBOSOMAL PROTEIN S4

e Molecule 4
Chain AD:

N
Io-

€93
4}

T9%

654

S8 2
=414 =

44
EVH

~
®
A,

SEY

T€D

8¢S

920
14!

€20
{408
121
0Zk

)
—
pE)

~ O O
~ <5} [] g
= = £ =

~
=
=

11

o
~ 0 =
°*>I°“'

vETd

€64

S.4

N
N~
= o

(2

IOI
=
[

894

SoY
791

¥81H

T8I

LL1Q
9L1T

vL1T
€LTM
¢L1d

30S RIBOSOMAL PROTEIN S4

e Molecule 4
Chain CD

]
(&

91

(o]
© ©
(=g~

TOA

654

0 N~ © [ IS ) ~
2 m M & & & <
A > oo o ~

(43 4
€D

8CS

920
14!

€2D
e
121

(=)
)
>

)
-
L)

LTA

o -
-
-

N~ 0
A=

9CTI
SCTH

€CTH

TCTA

€64
26A

3

LLN

L0

A
(=l

o
=
H

L0 00
Q ©
= >

20T1
1020
00Ta

86TA
L67d
96711

7611
€6TQ
{4y

681d
8811
1814
9811

v8TH
€8TD

T8TW

R LDWIDE

€974

TOTN
0910
6STY
8STI

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 24

602Y

L0TX
9024
S0TE

e Molecule 5:

Chain AE: &

€0CA

30S RIBOSOMAL PROTEIN S5

161
06A
681
8831
188
98Y

® VS1d
€STA
CSTH

0STYH

e Molecule 5: 30S RIBOSOMAL PROTEIN S5

Chain CE: &

ELN

8TH

STY

OTH

©O N~ 0o
-k‘mmx

0STY

8¥IA
Ly1a
ian g
SPIX

€VTY
[44%9¢
jaan]
ovTY
6ETT
8ETV

SETL
TETI

92TY

€211

0zTL
6111
8TTI

+

i21%]
o294 4
(2391
T11d

80TV
L0T¥
90Td
SOTA

(494

883

08I

»S1D
€GTA

e Molecule 6: 30S RIBOSOMAL PROTEIN S6

Chain AF:

1.4

89d
LOW

S9N
790
€94
oM
19T
094
6GA

feielel

e9v

o o
0 0 0
f’n‘H

ovd

42

{471

0%A

8¢ed
LEA

Sev
€0
€EA

8cy

121

611

CTLA

e Molecule 6: 30S RIBOSOMAL PROTEIN S6

Chain CF: &

1.4

89d
LOW

SOA
90
€94
Z9M
791
094
694

fefeled

gy

o o
0 0 0
oA

9%d

42

(47}

0%A

8ed
LEA

gev
ved
€EA

8z

611

e 101V
00TN

TLA

e Molecule 7: 30S RIBOSOMAL PROTEIN S7

Chain AG:

D E

R L DWI
PROTEIN DATA BANK

w_ 0O



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 25

184

0 .
)
B3

gt
(%4

8€1
LEN
9€Y
SEA

€ed

TEW

6y
8¢N
pXas
9cd

£
€A
[44)

oza

6TTH
8TTA
L1TY
9TTV

Y114

[49%:
OTTD

80TV
L0TV
90Th
SOTA
7011
€0TM
[4xS

64
€6d
26S

88d

98d

S8A

€8V
28D

9.4

N < w0 ©
) 0 W 0
- =l
< | =

30S RIBOSOMAL PROTEIN S7

e Molecule 7
Chain CG

9.4
SLA

ELW

69A
89N

99A
S9V
90

294

pAsics

AN M H WO~ 0 N
NN NNAN
HPE Bk HZ X

oza

911
S1d

[43

< 0
.maj.

6714

ov1a
SYIV

€vTY

0v1a
6ETH

9ETH

vev

pxas

€CTd

617H
8TTA
L1TV
91TV

435

C11d

0TTd

80TY
LOTY
907D
SOTA

€0TM
[40x:s
T0T1

NSO
o0 Qa0
>0 A e

o
@
[

©
©
o

0
©
>

30S RIBOSOMAL PROTEIN S8

e Molecule 8
Chain AH

8GA

98}

¥sa
€SA

+

v
SYI

€¥D
(471

ovv
6€T
8€1

9¢eT
SE€I
ved

(48
Ted
oeyd
628

Led

Sea

8ETM
LETA

SETD
YETL

1

0€TD

30S RIBOSOMAL PROTEIN S8

e Molecule 8
Chain CH

8GA

98)

¥sa

€SA

6vd

SPI

(47

oY
6€1
8€I

9¢e1
eI
ved

(451
Ted
o€y
62S

L2d

8ETM
LETA

SETD
YETI

1

0€TD
6CTA
821D
L2711

€e1d

30S RIBOSOMAL PROTEIN S9

e Molecule 9
Chain Al

S9N
ol
€91

6G4
8GH

961

¥sa
€3GA

081
6vd
8vd

il
SYY
14208
evy

TvA

=)
E
)

8eb
LEA

Sed
veN
eed

8CTA

9CA

144
€eN

ocy
611
814
LTA
9TYH

PIA

c1d
TTY

S0ta
voTd

T0Td

661
86d
L6%
961

30S RIBOSOMAL PROTEIN S9

vev
€64
(4N

e Molecule 9

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 26

Chain CI

S9A
oL

®
©
=1

09a
6G4
8GH

961

¥sa
€GA

081
6%d
8vd

Eidl
SYY
47\
evy

9CA

123
9CTs
SCTX
41l
€2Td
ety
145

B6TTV

3

€T
(4358

80TA
S0TQ

v0Td
€0TL

TOTd

30S RIBOSOMAL PROTEIN S10

_

86d
163
961

€64

884

e Molecule 10
Chain AJ

094
6GS
85d

9GH

84
€4d
[4=p)
TS

67A
8vL
Lv4

42\
evd

) ™ <

(434
T€d
0es
62y
8cy
Lev

€¢I

Tzh

00TL

~ 0 O
@ 0O 0
oA X

30S RIBOSOMAL PROTEIN S10

_

o % W
DD D
(=]

-
P
a,

o
[
ot |

98I

780

281
8L
0831
6.4
8LN
LLd
9LN

€.La
TLA
TLT

69N
89H
L9L
994

e Molecule 10

Chain CJ

94

794

094
6SS
85d

9SH

54
€9d
{41

67A
8L
Lvd

it
47208
€7y
(4729

Led

YEA

Ted

30S RIBOSOMAL PROTEIN S11

00TL
6634
861
164

s6d
v6A
€69

T6d

e Molecule 11
Chain AK

T

1,9a

€91

Ted

8L

e Molecule 11

Chain CK

S84
78A
€81
T8A

618

9.d

30S RIBOSOMAL PROTEIN S11

19a
997
SOV

€91
4eli]
ToV
o9v
6GA

w¥s
(2%
6€d
8EN

Sed

o ¢
o M
| o=

TEL
0EA

LeN
9N

s
e€ey
CCH
121
0ZA

STV

€Td
[4%:S

T

30S RIBOSOMAL PROTEIN 512

e Molecule 12
Chain AL

O

R LDWIDE
PROTEIN DATA BANK

W



4V8U

=)
—_
o
o
Q
o'
>
—
<
g
=
=
p]
e
.2
=
>
G
-
<]
—
=
=
]
=
—
+—
op]
z
D
>~
a8
A
ol
E
=

Page 27

L9L
99A

0
0
=

67N

€7A

g

ced

OEV

sed
wZA

{443

614

LM

[4%:!
TTA
011
60
8N

9L

30S RIBOSOMAL PROTEIN 512

e Molecule 12
Chain CL

99A

o o 0
© 83
= n 5

N~
wn w
X =

98V
SSA

0S8
67N
8¥%d

(429

B6EA

o
2]
<

Sed
vTA

{443

o
2
ImI

LTH
STH

(4%
TIA
011
60
8N

9L

30S RIBOSOMAL PROTEIN S13

_

e Molecule 13
Chain AM

3]
<

193
09A
6SA
894
LS4
941

7SA

4=
T8V

671

IOo
as
-

SPA

€PL
(44
T7d
07N

LEL

e
EEV

TEA

62d
8eV
pxas

S¢I

]
]
H

0ozl
611
8TV
LTA

STA
4%

1Y
0Td
61
84

9D

€4

611D

LTTA

i2axs

€T1d

0TT1Yd

LOTY

SOTL

694

991
S9%

30S RIBOSOMAL PROTEIN S13

h

e Molecule 13
Chain CM

o
©
=

00000
I
3
-
E

6GA
864
LS4
961

7SA

[4ctc
1514

v © 0 o
& & < &
= =

€7l

Tvd
07N

LEL

el
EEV

8Ty

611D

LITA

5%
€1Td

0TTd

LOTY

C6H

061

884

98D
S8D

IQ‘
©
=1

181

o
@Q
I":

8.1
LLN
9LV
SLV
TLA
€La
LY
1.4

693

991
SO

30S RIBOSOMAL PROTEIN S14 TYPE Z

e Molecule 14
Chain AN

[4%:!

'\w-
H o

30S RIBOSOMAL PROTEIN S14 TYPE Z

e Molecule 14
Chain CN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 28

5] N o~ o™
< i = H M@

(0)70)

9ed
Sed

zes
Ted
OEV

82D

€2H

=
N
I>'I

614

LT

[4x:!

e Molecule 15: 30S RIBOSOMAL PROTEIN S15

Chain AO:

884
181
98D
S81

€84

181
08y
6.4
8LA

e Molecule 15: 30S RIBOSOMAL PROTEIN S15

Chain CO:

<
=

S.d
v.a
€Ld

N~ [
= o

Sy

e Molecule 16: 30S RIBOSOMAL PROTEIN S16

Chain AP:

w8y
€84
4:0]
T84
084
6.LA
8.9

9.0

25

e Molecule 16: 30S RIBOSOMAL PROTEIN S16

8
Chain CP:

w8y
€84
z8b
6LA

9.0

Y.L

e Molecule 17: 30S RIBOSOMAL PROTEIN S17

Chain AQ:

[ INA
B

08)

L¥d

44l
€71
{4723

ovy
6€ES

LeX
9€I
SEA
e

(499

-
™
—

)
N
=~

Lcd
92h

vcd

00T

T84
089
6.8

894

30S RIBOSOMAL PROTEIN S17

e Molecule 17:
Chain CQ:

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



4V8U

=)
—_
o
o
Q
o'
>
—
<
g
=
=
n
e
.2
=
>
G
-
<]
—
=
=
]
=
—
+—
op]
z
D
>~
a8
A
ol
E
=

Page 29

~
©
3

S9I

€94

193

6GI
8GH

9GA

Lvd

v
€71
{4723

0wy
6€ES

LEX
9€T
SEA
vex

(499
1€1

6CH

Lcd
9zh

44

007X

T84
089
6.8
8.4

894

30S RIBOSOMAL PROTEIN S18

e Molecule 18:
Chain AR: =

TN

BEA

9EN
SeYd

[4:%:!

0€a

9C1
SelL

613

® 88}

98A
981
784

281
184

6.1
8.1

9.1

e Molecule 18:

Chain CR: &

iZX!
€LY
T

30S RIBOSOMAL PROTEIN S18

921

8834

e Molecule 19: 30S RIBOSOMAL PROTEIN S19

Chain AS |

.v-
(%]

iZX!

(X

6Gd
8GA
LSH

S8

€GN
CSA

0sY
671

LYH

STA

R

0vI

© o
M o
n e

9€Y

€EL

T€T

1o}
v
€eN

Lx4cs
021
6TA

L1734
911

€1a

— o
o
= a

6LL
8.4
LLL

SLY
L4
€Ld
TLD
L1
0LY

LOA

e Molecule 19: 30S RIBOSOMAL PROTEIN S19

Chain CS: M

6Gd
8GA
LSH

SG%

€GN
(49

oSV
671
8vL
LYH

)
<
=

€74

0vI

8838
2 n e

€EL
(4}
TeI

~ oo o
~S S~ @

seyd

DO HNm
S NN
A A=<

~
-
5]

— N o
PR~
E=N=]

<
wn

N
N~ N
M <

© NEmO - N
QO KKK
=> Xao

e
©
15}

e Molecule 20: 30S RIBOSOMAL PROTEIN S20

Chain AT:

79

291
198

65V

LS4

SSI

€91
[4°1
TS8d
054

L%D
9vd
i)

€71

15728

LES

vex

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 30

g6V
Y6V

161
060
684

183

€84

o
Q
n
Z
62|
=
Q
~
[al
)
<
=
®)
D
©)
=
~
99,
S
F)
=
X
=
=
3
s
[ ooy | =
[ ]

n
©
X

Chain CT:

@
=3
%]

LTH

<
(2}
<

D O
Q O N
@ o4

©
Q
-4

[}
«Q
-4

-
«©
B

w0
N~
=

D
©
o

e Molecule 21: 30S RIBOSOMAL PROTEIN THX

Chain AU: ==

~
©
<<

e Molecule 21: 30S RIBOSOMAL PROTEIN THX

Chain CU ———

e Molecule 22: MRNA

Chain AV: &

N M
IUOI

190
EEN
S9D

€99
290

0oon
630

A
98D

¥an

TS0

STD

(49
110

© 0

e Molecule 22: MRNA

Chain CV: m=

o
N o
(SR SN)

9D

cLd
TLD

69D
890

TLD

€99

0sn

S8 5
233

mvo
LeV
9Ly
Sev

TEY
0gd
62D
8¢
Led

STD

(49
110

6V
8N

9D

©
~
<<

e Molecule 23: RNA

¥.L0
€LV

Chain AW m——

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 31

<+ B ©
b
OB <

@D O
©O N~
o v

N < w0 ©
© © © ©
o B O O

RNA

e Molecule 23
Chain CW

63V
85V

Ssn
¥sn
€90

-
v
O

8%0

g
2

S¥D
1444
i
(470
w0

[ =]
m &
(Sl

9EN

[4>0)

0€D
62D
82D

9TH
1]
vzn

{44
144

81D

N
-
<

— o
© —
o < O

oM
(SIS

-
©
O

—
o

690

990
S90
799

290

RNA

e Molecule 24
Chain AX

Ty

10

RNA

e Molecule 24
Chain CX

{444
141

ELONGATION FACTOR G

Chain AY -

e Molecule 25

® TVl

LED
9€lL
SEX
vER
€e1
(4%
Ted

6CL

LTl

(44

0CH
61V
81V
L11

STI
YIN
€14

(58
61
8Q

e
©
(=]

SA

L2TH

8T1S
LTTD
® 911d
@ ST1d

€11

0TTS

+

90TA
SOTI

3

T0T1
00TA

168
964
sed
v6A
£64

T6L

[=3
[
12

L8H
98D

281
18I

6.1
8.4

eLd
TLD
TLL
0LL

L9V

88TA
L8TL

S8TV

28TYH

,02a

® €0zd

1021
00zd
6611

L6714

7611
€6TD

T61d

vred
e1ev
c1eT
TTEV

60€T

90EN

€92V

192H

6524
8SGCA

95CL

st
€521

TS¢I
082l

6.LED

S.LED
v.LeT
€LeQ

6SEH
8GEN
LS€Y

SGeT
TSEN
TS€Y
0Sed

L%€D

SYEL

EVEN
TYER

(0298

f747:1
(474741

LEVL
9EVd

veva

TEVT

LT9Y

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 32

60SH

® 90Sb

€059

TOSL
00Sb

e o000
©
[
&
Ix.

S8%d

€8%A

@ €ESA

T€9D

62SI
8¢SV

9CSA

2e9T
® T€9I
[ ]

L2394

SCON

1

T29I
0Z9A
6190

® LI9%N
® 979
® ST193

€79d

3

6093
@ 809A
1094
909N

069D
689)
8891
18971

£89A
Z890

6L9A
8.L93

9L9K

.90
€L94

0L9A
6994

ELONGATION FACTOR G

e Molecule 25
Chain CY

88TA
L8T1L
981X

cL1a
TL14
0L74

8971
L97d
9971
S9Th

€9TA
29TA
191d

6GTY

9STYd

3

TETA
@ 0€zy

8TTN
,T21

seed
¥cea
€ged

o3747: 1
(474740
15474

6ETY

LEVL
9€¥%d

(4344

i

LT9Y

vl
® €T¥i

1270
0zva

LT%L

SThd

€T%I
(4544
TIVA

6071
807A
L0¥%d

TOovA

{4028

0073

LBEA

96€Y

£6ed
26€d

06€A
68€T

L

S8€L
78€1

28€d

o000
10
o
B
[

99%1

29v1
TOPI
09%d

8SVH

8vvh

12SS

LESY

2e91
TE9I

@ 629D

L9y

i

€290

1291
0Z9A

9150
SLSA

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 33

50S RIBOSOMAL PROTEIN L27

e Molecule 26:
Chain B0O; ==

S9D

50S RIBOSOMAL PROTEIN L27

Chain DO _.——

e Molecule 26:

ved

620

9Tk
scy

€TA

121

2
S B

)
=l

e Molecule 27: 50S RIBOSOMAL PROTEIN L28

Chain B1:

781
€8d

T8A
08H
6LA
8LA

99A

VLA
€L1
cLa

-
s
I>-

89d
191

<
©
<

N
©
=

oY

N~ o oo
0 10 0 ©
oA

™
0
I>1

TSA

9634

761
€64

7631

684
8834

988

81
081

8.4

9.4

e Molecule 27: 50S RIBOSOMAL PROTEIN L28

Chain Dl: P—

<
©
<

(4

094

8GI
AL
950

-

[4:1 |

—
)
I>

3
=

¥vd

o
I“‘I
(=3

o7

8€ES

9€D
SEL
YeEL

zeN
en

e Molecule 28: 50S RIBOSOMAL PROTEIN L29

Chain B2: P—

©
o)
B~

761
€64
41

061

N © I~ [
© © © <]
=} n A m

83

8¢

SCA
721

[44cs

0Lb
694

L9Y
993

791
€9A

e Molecule 28: 50S RIBOSOMAL PROTEIN L29

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 34

Chain D2: B

0Ld
694

e Molecule 29:

994
SON

€9A
2oL

50S RIBOSOMAL PROTEIN L30

Chain B3 L —

o
o
MY WON OO
EAXKENXA>X®

09d
8GA
9GA

SGY
7SA

CSH

0GA

8vd

Sed
ved
€ed
(43l
1€1

921

oz
610
81d
LT

STA
4%

50S RIBOSOMAL PROTEIN L30

Chain D3 B

21d

e Molecule 29:

094
6SA

154
9SA

7SA

CSH
TSV
0SA

8vd
LYA
9YN

4z

(441

0%l

8€d
LT

sed
ved
€eb
(430
1€e1

o - < W0 O~ 00O WY
MFOON®QD A A e s == N
mAN>E N> XA T >N Ao -

e Molecule 30: 505 RIBOSOMAL PROTEIN L31

Chain B4: e

9SA

@ €sd
2¢SL

i4)

(]
[
]
O

e Molecule 30: 50S RIBOSOMAL PROTEIN L31

Chain D4;

©
el
=

[
[TolT]
|2

SvD

<
<
=

2
™
O

LES
9€D

veq
€EA
® Ttk
TeI

el

SCA

€ca

TCA

e Molecule 31: 50S RIBOSOMAL PROTEIN L32

Chain B5; m==

e Molecule 31: 50S RIBOSOMAL PROTEIN L32

Chain Db; ===

O

R LDWIDE
PROTEIN DATA BANK

W



4V8U

wwPDB X-ray Structure Validation Summary Report

e Molecule 32: 50S RIBOSOMAL PROTEIN L33

Page 35
Chain B6: =

9ZN

44

]
3]
<

LTH

e Molecule 32: 50S RIBOSOMAL PROTEIN L33

Chain D6: =

STd
PIL
€10
c1d

el ©
= x

¥SI

0 ON OO o
NS T o) T}
NN B> me | B3

Tvd

5883
2& o

Sed

N o
m oM m
=

9ZN

44

(]
q
3]
<

e Molecule 33: 50S RIBOSOMAL PROTEIN L34

Chain B7: =

LTH

STd
PIL
€10
c1d

©
x

0
=

e Molecule 33: 505 RIBOSOMAL PROTEIN L34

Chain D7:
e Molecule 34: 50S RIBOSOMAL PROTEIN L35

Chain B8 e

291

091
633

9G4

v9q

{48
T8V
0G1

8vd
LY
oY

-
<
H

6€X

©
(3]
(&

9EN

© o
[N
O X

ST

€A

OmEO < o
28 as
H T x>

127

®
-
~

{458

o
-
<

©
x

w ©
x[_‘I

T

cd

e Molecule 34: 50S RIBOSOMAL PROTEIN L35

Chain D8 e

291

091
6394

9G4
SSY
¥sa

{4’y
T8Y
0G1

8vd
Lv%

15728

64
8€D

9EN

62y
8TH

oy
SCTH

€A
{44\

0zd

911

PIA

{45}

R L DWIDE

O

erpDBe

PROTEIN DATA BANK

W

e Molecule 35: 505 RIBOSOMAL PROTEIN L36

Chain B9:; =



4V8U

wwPDB X-ray Structure Validation Summary Report

50S RIBOSOMAL PROTEIN L36

Page 36

9ed

)
€exd
CEH
Tex
0ed

8cd
Led

[£4S

{44

Ia'ﬁ'g EIE'E a5l §I§I§'§ EIE g §I§I§I
e Molecule 36: 23S RIBOSOMAL RNA

e Molecule 35
Chain BA: =

Chain D9

S90
YoV

199

650
89D
18D
96V
iep)

esv
(41
19D
080

8¥D

0

LED
9€D

€0

€0
0gd
620

92D
sen

144
0zd

L1D

STD
j431

(49
11D

L

€0TY

007D

869
160
969

Y760

£6D

180
98D

[4:5)

6.9
8LY
LLD
9.0

TLY

89D

YETO

£92D

TSev
0SZH

8¥eh

S¥TH
4444

t4a 4
444

L12D

§820
v8cn
€82V

782D

F

ATLzn

ATLTD
nT.L2d

STLTD
urLTd

072D
NTLZ0

HTLZD
DTLTD
E¥kae)
arLen

0L€d
99€0

ae9en
agoed
DE9ED
dE9€D

6L%V

LYY

¥ssn
€559

TS890
679D

LySY
G730

1

9380

vesn
€€9D

L2S0

[ ]

av590
® V%S9
®

2590

0590
679D
879D

9%9V

vyov
£79V

990
0790

8€9D

9€9D
S€90
7€90

TEV
0€9D
629D

Leov
929N

29D
€290

129V

619D

209D
T09D

865D

€040

669V

969D
G699
769N
€690

689V

1890

989V
789D
€890
289D
T899
089D

9.9V

R LDWIDE

7.9D

¢L90

® APPSOV

Nysov

S¥59D
vs90
%590
d%590
0%99D
N#39D

799D
A7S9D
Lysov
I¥S90
HYS9D
YS90
47590
av59D

O

erbDBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 37

E€VLD

€ELD

TELD

70.LD

6€80N

LEBD
9€8D

we8d
€e8n

€760

6€6D
8€6D
Legen
9€6D

€60
£eey
2e6D

8269

S2C60
%260

zeen

816V
L16Y
916D
S16D
%160
e€r6en

+

060

S060

€060
2060
TO6Y

0€0TH
6201V
8201V

%201D

670TN
8T0TD
LTOTD
9T0TD
STOTD

€T0T0

TT01D
0TOTY
6007V

90070

1
1

200TD
TOOTY

866D
1,669

L

£66D
266D

886V
1869
9860

€86V
2860

6.6
86D
L.69D
9.6
Y569

V.69
€.L6V

TL6D
046D
696N

76010

26010
16019

L80TD
980TV

€80T0

780TN
080TD

LLOTV

SLOTD
¥.L01D
€LOTYV
CLOTD
TL0TD

6907V
89019
@ L90TV

%9010

19010
09010
65019

9S01D

TS0TD
0S0TV

€%010
Zv0T1d
T701D

8€0TD

SEOTN

€€0TN

L%TTD

SPTT0

8ETTD
9ETTD
SETTO
€ETTN
CETTY
T€TTD

8CTTV
LCTTV

SCTTD
¥¢110
€CT1D
[243%)
T2T1D
0ZTT1D

6TTTD

LTTTD

€110

LOTTD

90TTD
SOTTN

€0TTY
COTTD
T0T10
00TTD
660TD
860TV
L6070
9607V

6TCTD
81C1D
L1210

80210

0LTTD
69TTD
89T1D
L9710
99T1D
S9TTN
v9T1D
€9T1D

H

19110

6STTN

6.2TD
8.LTTV
LLTTD
9,21V
S.LTTY
vLe1v

69CTY

SYCID
YvCId
€¥CTID
cveTy
15724944
ovzIn

T€TTD

8CCTD
pRaq s

€2TTH
2eeTo
v12210

F

8¥€TD

9YETD

7YETD

TvETN

6EETD
8EETD
LEETD
9EETY
SEETN

€EETD

TEETV
0EETD
62€TN
8CTETD
LTETD

SGCETD

TTETY

8TETD
LIETY
9TETN
STETD

86CTD
L6210
9621D
S6C1D

€621D
6210
16210
06210

88CTN

98CTY
S8CTD

® 0Tvin

S8ETD

T8ETD
T8ETH

9LETO
SLETO
¥LETD

69€TH

09ETY

mmMﬂo
SGETD
YeETY
€GETY
C¢SeETN

L8¥1D
98VTV

[4si4%)
8710
08%1D
6.Y1D

9.LY1D

YL%1D
€L71D
TLYTY

H

99%1D
S9PTD
79v10
€9%1D
(45342

09PTV
6SVTD

-

(4124
TSV
Y0S%10

(547441

LYP1D
Eiads)

SYPIV

(4445
15445

BEVTY
8EVTIN
LEVTID
9EVTD

(4445

06VTV

€€9TD
CEITV

0€9TD
62910

S2910
¥291D
€291

6T9TD
8T9TY
L1910

Y191V

TT91D

L091D
9097D
S0970

T09TD
00970
66STD
86S1D

96STY
S6STD
76910
€691D
C6STD
T6STD
06STN

L8STV

€831V
28510

LLSTD
9,810

7.L910
mhmﬁc
6951V
8991
LOSTV

S9G70

i

€TLI0
[AYA ]
TTL1D
0TLTD

669TD
869TV
L69TD

S69TD
%6910

069TV
6891V

78910
€891D
2891D
891D
08971
6,970
8L91D
LLOTV
9L9TV
S.970

04970
699TV
899TV
L9919
99919

€991D
991D
T991D
09910
65910
89910
L8910
99970
SG9TV

€G9TD

T89TD
089TD
6791
8Y91D

6€9TN
8€9TD
LEITV
9€9T0
SEITD
veotv

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 38

L6L1D
96,70
S6.T0
v6L10

3

06.70
68.LTV
88L1D

98LTY
S8LTY

€8LIV

9LLTD
SL.T0

TLLTD

0LLTD

89.10
L9L1D

%9L1D

C9LTY

09LTV

8SL1D

9G.L1D
SSLTV
¥SL1D

67LTV

V.iv.L1D

S7LT0

L

TYLIY

T2L1D
0z.LT0n
6TLTD

LTLTD
PTL1D

98TV

S981D

981D

¥¥810
€7810
cv81H
9810

6281V

8281
L2810
9281

¥Z81d
€28TH
2T8TH

818TN
L18TD
918TD

¥1810
€18TD
CI8TY
11810
0T8TV
608TY

081N
%0810
€08TV

00870

86.TN

0S6TD
6761D

LY6T0
o9v6TN
SY6TD

Y610

8E6TY
LEBTY

SE6TD

€E€6TD
CTEBTY

626TD

9z6TN
SC6TO

(441 %)
12619

6161V
8T6TY
L1610

ST61N
161D
ET6TY
16TV
116170
0T6TD
60670

LO6TD
906TD

€06TD
206TD

6681

188TD
98810

881V
€88TD
28810

8202n
20T

€202

0zoTy
6102V

L1020
91020
STocy
102V

[41u4)
Trozn
010D

80020
L0020

i

€002

T00CV
00029
666TO
866TD

96610

16670

686TD

9861V

78610

LLETY

€L6TD

0L6TY
6961V
8961
L961D

656TD

SS6TN

8902n

§902D

0902V

LS02V

€502

TS02V
05020
6%02D

9%02D

i

0€0TY
6202

T€TTD
0gTen

vcred
€2TTD
ccren
12120
[J4543)

L1T2Y

G112
142141
€1120

0TTZd

L072D
9072
S0T2D

veeed
jX444)

12eed

022D

¢6TTd
T612D

88120

98129
78120
€8T2D
2812
8L12D

S.12D
2454

TLICTV
[ZA%4

89129

(45340

oTeTY

6,229

8.eev
ka4

G220

clLzen

L9ztey
99zey

i

¢ozten
19220
0922D
6922
892D
L5gen
9822

6¥cen
8%¢Td
Lyeey
9¥%Ted
sveen
v¥cen
€vcen
¢veed
Tveey

T8€TD

8.LeTy
LLeey
9.e2V

v.Le2D
€L€TD
TLETD
TLETD
0.L€2D
B69€TY
89€2D
L9ETH

99€TH
¥9€Cd

oogey
65€TD
85€TH

€5€TD
cseey

€ELTY

ceeen
TEETH
0€ETD
62€TH
8zeTy
LTETY

GCETH

€TETH
ceeey
12ETD

8T€TD
L1€2D
97€2d
ST€TD
v1€20

SYved
14479
L4749

8even

SEVCY

EEVTY

0zved
61%2n

L1%2D
91¥%20
ST%2D
143443
[A8743)
(43744
125744
(8743
602D
80¥en

L6€ETD
96€TH

S6€TD
76€2D
£6€CY
26ETY

06€2n
68€TH

L8gen
98€TD
S8€TO

60529
8052

L0SZD

S0S2H

86%20

96%2D
S6%2CD
76%2H
£6¥ven
[ 435741

68%CH
88VCY

98%2H

89%CH

TLS2TD

0.452H
6952D

L952H
9952V
S95CV

29sen
1952y
0962D
695920
89G2D
AL
99520
S6520n

€G52H

19520
0G52H
6%52D
8%52H
L¥S2n

S%52D
¥%32H
£%52D

3244
052D
6€£52D
8€G2D
Lgsen

€ESTY
CTESTH

a4

0252

61520
8182V
LTS8

STS20
¥rsen
€152D
21520

01520

059zn
6¥92n
8¥%920
L¥92n

S%92H

0%92H
6€9CY

9€92N

ceoey
1€92H
0€92D
6292V
8292D
292D
92920

819TH
L1920
91920
ST92N

€1920n
21920

01920

80929

0092V

L6STH

%6520
€652n
26STH
165820
0652V

1882y

892N
£8592D
(423143

08s2Nn
6.520
8.5TH

9.52H
§.520

A2x4)

TTL2V
0T.2D

80.L2D

9592n

2592D
18920

LL12D
9LLTvV
SLLey
¥.L.L2D
€LL2D
cLLED
TLLZD
0.2
69.2D
89.2D
19120
99,29
99,2V

€9.2D

T9.2D
09.2D
65.2D
85.L2V

§5.2D
v5Len
€5.2V
¢s§.Led
TS.L2D

672V

L9.L2D
ov.L2n
S§%.L2D
¥vLTD
€%.L2D
avLed
Tv.LTV
ovLey

9€.L2D
GELTD
veLTY

0€L2D
62.L2D
82.20

9g.L2n
SeLTY
veLTD
€TLTD
ecTLed
LTy
ommmb
L1.2D
9tlen
S§T.L2D

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 39

0882V

L

9¥82D
S¥82D

T¥820
0%82d
6€8CD
8€8CH
LEBTD

v€8CH
£€82H
2e8en

(434

[44°143)

81829

9182D
§182D
71820

[4%:143)
11829
0182V
6082V

1,082
5082H
082D
€082

Y1082V

§6.2D
¥6.2D

T6.L2D
T6.2D
06.L2V
68.2D

18.2D

¥8.20

¢8.LTD
8.2V

[4=t143)

23S RIBOSOMAL RNA

e Molecule 36
Chain DA: =

S9D0
7oV

19D

6s0n
89D
180
98V
i)

o = N m
O 10 O O
IDU<<I

0
<
o

0

LED
9€D

€0
0€d
620

92d
sen

Tey
020

© I~
© ©
o o

119
91d
STD
Y1V

(4

-~
~
©

0€TO

8210
LTV

L

€0TV

001D

869
16D

V76D

€69

289D

619
8Ly
LLD
9.0

TLY

89D
90

OT.LZO
mﬂmwo
692N
8920
1920
992D
S92V

0€zN

Sseey
{444

20€d

6.20

F

® S.2D

[£TL2D

DTLTD

azgLed
0TLTD

vcLien

Z1.T0
AT.2n

MTLTD
ATLTD
N7.20

STLTD
ur.L2Td

072D
® Nt.lzn
WTLTD

IT.LTD
HTLZD
DTLTD
E1Ykae)
arLen
arLed

isiad

Siaa 4
8vvn

v9sn
€499D

199D
679D

L¥SY
S¥S0

7290
€299

129V

619D

® AYS9V
i)

S¥99D
»590
b¥390
d¥59D0
0%59D
N¥S9D

759D
APS9D
Lysov
I¥S90
HYS9D
D¥3990
47390
a7359D
ays9d

av390
® V99D
(]

2590

0590
679D
8%9D

8.0

TSLV
0S.LY

LvLn
VLY

¥vLD
€v.LD
TyLD

8€LD
LELD

€ELD

TELD

6T.LD
8TLY

9TLY
STLD

O

R LDWIDE
PROTEIN DATA BANK

W



4V8U

T8.LV

(]

<
o)
o0 150
<

Ay

wwPDB X-ray Structure Validation Summary Report

€580
588D
173980

678Y

6€8N

LEBD
9€8D

€80
€e8n
2€8D

796D
€356V

056D
6760
876D
L%6D

€760

L1079
9T01D
STOTH

€T01D

T10TD
0TOTY
600TV

90070

L
4

200TD
TOOTY

6660
866D
166D

|
i

£66D
2660

886V
1869
9860

£86Y
286D

TL6D
046D
6960

9969
596D

€960

196D
096V

8560

966D
SG60

080TD

@ LLOTV

SL0TD
¥.L01D
@ €L0TV
2L0TD

6901V
89019

79010

901N
09010
6S0TD

9501

TS0TD
0S0TY

€%01D
cv01d
17010

8€0TD

SEOTN

€€0TN

0€0TD
6201V
80TV

¥201D

67010
8T0TD

L8019
980TV

€80T0

780TN

€0TTD

0021D
66710
86T1TN
L6TTD
96TTD

€6TTD
Z6TTD

06TTD
68TTV
88TTN
L8T1D
98TTD
S8T10
¥8T1D
€8T1D

08TTD

8LT1D

TLTTD
0LT1D
69TTD
89TTD
L9110
99T1D
S9TTN
¥911D
€9T1D

H

19110

6STTN

2135
€GT1D

TSTTD
0STTD
6%T1D

LYT1D

4425

%921

SYCTID
14745
€YCTD
cveTy
1572434
oveIn
6ECTD

veTin

2eTTD
TETTD
0ETTO

82TTH
yXaqn]

€2TTD
2eeTo
v¥12210

6121
8TC1D
121D
9121
STCTD

11210

80210
L0210

TEETY
0EETO
62€TN
8CETD
LTETO

SCETD

CTETY

-

0ZETD
6TETD
8TETD
LTIETY
9TETN

TI€TD
0TETD
60€TD
80€TY
LOETY
90€TD

89CTV

00%1D

L6ETN

S6ETY
T6ETN
06€TN
68ETD

LBETD

G8ETD

T8ETD
T8ETD

9LETD
SLETD
VLETD

69€TD

LOETY

(41244
TS%10
Y0S¥10

(5747441

LY%1D
Eiads)

SYPIV

(4445
15445

B6EVTY
8EVTN
LEVTD
9EVTD

ozyIn

PAS AN

STPIN

125459
0T%1D
60%1D
80%1D

S0vTNn
7oV
€0VTD
[4va)
TO%1D

€250

618TD
8T1GTN

918TD
SGTSTD
v1s10
€TSTD

T1810
0TSTD
d60STV

® 60STD

90STD

081D
€081

L6710

06VTV

L8%1D
98V TV

871D
8yIn
08%1D
6L%1D

9L¥1D

12545
€LVTD
TLYTY

L091D
90919
S0970

T091D
0091D
66STD
86STD
L6STY
96STV
G6STD
¥691D
€691D
¢63ST1d
T6STD
06510

L8STV

€8STV
T8STD

LLSTD
9,810

v.L910
mhm«c
6991V
8939TD
L9STV

S9S510

9%91D
SHSTV

€%31D

[2a90)
6ESTD
8ESTD
LESTD
9€STD

08910
6,970
81919
LLOTY
9.L9TV
S.910
%.91D

0L91D
699TV
8991V
991D
9991D

2991D
T991D
09910
69910
85910
LS91D
95970
SS9TV

€591D

TS91D
05919
6791D
8%91D

6€9TN
8€9TD
LEITYV
9€910
SE9TD
YeoTV
€E9TD
Nmmﬁ<
0€9TD
mumab
291D
17425
mwm«o
6191
8T9TV
L1910
ST910
wﬂmﬁ\

11910

LLLT0
9LLTD
VAN
YLL1D

TLLTD
0LLTD

89.TN
L9L1D

C9LTY

09.LTY

8S.L1D

SSLTV
¥SL1D

H

R LDWIDE

V.ivL1D

S7L10

L

TvLIY

TCLID
0z.L1n
6TLTD

LTLTD
PIL1D
€TI0
[AYA Y]
TTLTD
0TLTD
60.TN

66919
8691V
L691D

S691D
76910

069TV
6891V

78910
€89T0
891D
T891D

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 41

€%81D
Tv81d
781N
0¥%81D

LESTD
9€8TD
GEBTD

0€8TD

8C81H
L2810
928T1H

v281d
€28TH
TT8TD

81810
L1819
91819

71810
€181
[4%:31 4
T181D
0T8TV
6081V

50810
081D
€08TV

00810

86.1T0
L6LTD
96.1T0
G6.LTD
v6.L10

F

06.1D
68LTV
88110

98LTV
SG8LTV

€8LTV
T8LID

6LL10

62610

9z6TN
S26T10

(441 5]
T261D

8T6TYV
L1670

ST6TN
71610
ET6TV
CT6TY
Tr6T0
0T6TD
60610

L061D
9067TD

€06TD
20610

668TD

Hi-

18810
988TD

7881V
€88TD
28810

98TV

S98T1D

298T1D

638TV

99819

29810

79810

8¥8TV

S¥81D
981D

€002

1002V
0002ZH
66610
866TD

96610

68619
9861V
98619
78610
LLBTY

€L6TD

0L6TV
696TV
896TD
L96TD

6961

LS6TD
95670
SS6TN

€561V

18670
0S6TD
676TD

LY6TD
9%6TN
SY6TD
[4%)

8E6TY
LEBTV

SE6TH

€E6TD
[4144

0.02D

8902n

$9020

0902V

LS02Y

302V
€302

1302V
0502D
6702D

9%02H
S%020

[4441

0%020
6€020
8€0ZD
LEOTD

S€02D

0E0TY
6202D
802N
L20TH
92020

€202H

T€12D
0€TZN

%2120
€2TZH
zeren
11414
(4143

LTT2Y

STTCH
23141
€1720

0T12ZD
L0720

90T2ZD
S0T2D

00TZD

86020
L6020

S6020
¥602D
€602D
26020

0602D

802D
98020

%8020
£802D
2802y
18020
08029
6,020

i

§.020
¥.,020

2.L0TH

L6720
96720
S6720

[4:1149)
T612D

98129

812D
€812
[4:154)

08720

8.120

S.120
v.L120

TLICV
0LT2Y

89129

9912
S912D

2912
19120

9§12
i) a)
114

[4s)143)
TST2D
0s120
612D
812D

9%120

vvicn
€¥120

6€TTO
8ETTO
LETTO

8.gTV
1.TTD

§.22D

N\.MND
89TCY
92Ty
99gTY

e

z9zen
19220
092D
652D
852D
L,5gen

EEETY
ceeen
TEETD
0€ETD
62€TH
8CTETY
LTETY

€TETH
ceeey
T2ETH

61€TD
8T€TD
L1€TD

GT€TD
v1€20

zgreen

0TETY

90€TD

70€Td
€0€TD

TOETD
00€TD
662CD
862CY

£62CD
26220
T6c20

[ 8743
(4574
TI%CV
[5743)
60%2D
80¥en
L0¥2D
90ven

86€2N
LBETH
96€TH
96€CD
76€CD
£6€TY
T6ETY

oeeen
68€TH

L8gen
98€TD
G8€ETD

18€2D

8LETY
LLETY
9LETY

v.Le2D
€LETD
cLETD
TLETD
0.L€2D
69€TY
89€TD
L9€TD

G9€TH
¥9€2d

Togey
09€Ty
6S9€TD
89€TH

€5€TD

S92

TL%TH

0.%2D

89%2D
L9%2D
99%20

€972
coven

L

89¥%¢H
LS%2n
95%20
SS¥%2H
¥Sved
L1741

744
[si74

8vvey
LY%2D

SYved
V44443
e¥¥Cd
[47444%

8even

SEVTY

EEVTY
[4574/
TEVCN

TSV
0%520
6€5C0
8€S5C0
Lgsen

TESTY

6252D

92STH

€252

025D
61520
8T5CV
L1STD

STS20
v1sen
€152D
215820
11520

6052D
8082ZD
L0S2D

50529
7052n

10520

66720
86%20
L6%TV
96%20
S6%2H
v6v2d
£6ven
zeven

687D
88%CY

98%2D

8092H
092D
90920

€092D

B
3

0092V

L6S2D

%6920
£6520n
652D
16320
0652V

¥8szn
€892D
28STH

0852n
61520
8.S2H

9.82D
S.820
%.92H

TLS2D
0.82D
6952D

L95TH
995TV
mwmw<
c9sen
1982V
09520
658520
859520
LG8S2D
968520
9652n

€992
cgsen
19920
0S52H
6%52D
8¥%5TH
L¥S2n

S%52H
¥¥sed

18920
08920
6.L92Y
81920
L192D

2L9TH

0,92y
6992D
8992D
992D
9992D
9992V

€992
2992V
1992H

9592n

L

28920
19920
0592n
67920
8¥92D
Ly92n

S¥92D

0%92H
6€9CY

9€92N

TETY
T€92H
0€9ZD
6292V
82920
292D
92920

292D

8192D
L1920
91920
ST920
€1920
21920

01920

§¥.L2D
¥v.L2D
€¥.2D
evLed
Tv.LTV
ovLey

9€.L2D
SGELTD
veLTY

0€.L2D
62.L2D
8T.L2Nn
pRak4)

sgLev
¥cLed
€TLTD
ecTLed
TeLTY
oclen
6T.L2D
8T.LTD
L1.2D
9t.Len
S§T.LTD
47X4))

TTLey
0T.LZD

80.2D
10.2D
90.2D
So0Ley

70.2D

T0L2D

8692N
16929
96920
96920
692D

18920

§892D

L0829
5082
® ©0820
® €0820

® V108Ty

§6.2D
¥6.20

T6.L2D
T6.2D
06.L2V
68.L2D

18.2D
98.2n
§8.2D
¥8.2D

¢8.LTH

8.2V

TS.L2D

6v.L2V

LvLTD
9vLen

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 42

88820
18820

§882D
v88en

53 RIBOSOMAL RNA

IIIIIIIIIIIIIIIIIII

e Molecule 37

Chain BB

=
© ©
v O

o
©
O

65V
8SV

99D
Ssn

g
[t
II(’

[4:) 4

67D
id
LD

42
€%0

ovn
B6EV
8€0
LED
9€0

4

€0
0€d
ey
8¢D
Prey)

el Te}
] 3]
II(J II.Q II

14
020
61D
81D
L10

<
=
I|..+II:D IIII

M W0 O~
VOO v

169
96N
S60
60
€69
260

18D
98D
S$8D

€80

53 RIBOSOMAL RNA

e Molecule 37

Chain DB

990

290
T99
09D
65V
8GV

il
%50

{4}

05D
670
i
LYD

142
)

[0)70

8€D
LED
9€D

LD
90
i)
7o
€D

96N
S60

€69
260

98D
S8D

€80

50S RIBOSOMAL PROTEIN L1

08n
6.0
8LV
LL0

SLD

LY

I
~
v

e Molecule 38

5588
Chain BC

TN

S91

e
©
©0

2oL
79D
094

Psii]

©
0
II =

AL
€94
2¢S8d
Tsa
0SI

8¥%1
Lvd
idl

3

(472

ovd

LEX

91d
STA

e1d

OV TN
6€Td
8ETT
LETT

CETT
TETI

6024

3

06TI
68TN

18TV
9811

€8Td
281d
1814

B6LTY
8LTA

9LTA

YLV
€LTH
LI
891X
S9TH

2911
T9TH

65TV
8STA

9GTd
SGTH
¥STI

0STI

8¥T4d
LY1D

SYTL

EVIV
(4745}
Tv1d

622s

9z
GgCI

€A

B6TCTH
87Tl
L12L
912l

cies
T12H

50S RIBOSOMAL PROTEIN L1

e Molecule 38
Chain DC

LA

S91
79s

2oL
799

~amo
v Q
o o

94d

i

2¢S8d

0SI

8¥1
Lvd
idl

3

(47

LEX

8IN
L1d
91d
STA

€14

1
oty

© N

<l‘
==

8ETT
LETT

YETd

CETT
TETI

9TTS
¢TI

3

TCTIH
0TTA

8TTd

764

{434

06Y
684

a8y
81
€83

o 8 |
@ LLV
9.1

€LA
TLD

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 43

6024

3

0611
B68TN

18TV
9811

€8Td
2¢8Td
1814

BLTV
8LTN

9LTA

YLV

Tv1d
O%IN

6228

9geN
S§¢C1

€A

B6TCTH
8TCL
L7121
9121l

cies
T12d

50S RIBOSOMAL PROTEIN L2

e Molecule 39
Chain BD

(422

+

8SH

89D
AL

[4:t!
TSA
0SL
671
ik
L¥D
9%h

TIN

19D

6EX

zes
Ted

288383
R S =2

6c¢d

8TA

2!
€A

0Z1d
61TV
8TTA

STTD

€TTA
[431]
1111

80Td

LOTY
90TI

S$8d

€84

8V
08y
6LA

LLY

©
~
a

ELA
T
TLQ

694

S0z
0TI

TOCH
002a

LBTD

+

€6TA

161V
06TA

88Td
1819
98TH

1814
081D
6.L1S

3

S9TI

T9TL

8GTV

SGT1

ST
€GTV

TVTA

6ETD

6924

992S

voTx
£92H

1924

6GCL

£%2H

T¥ed
ovey

8€TH

9€TH

7€TH

[4%4°S

0€za
6CCA

4444

[444s
TZeA

61cd
812y

912D
€12H
21Zs

602V
80T

® 9.Td

j2X4:

*

50S RIBOSOMAL PROTEIN L2

e Molecule 39
Chain DD

754

[4:t!
TSA
0SL
671
87y
LD
4]
SPN

hnl <
< <
(& =

6EX

€e1

=
o
le

D
N
A

—
N
[

oza

8TA
L1L

QT4
4%

€eTT
CETd

0ETY

64

$8d

€84

o O
N~ 0
< <

0 O~
NSNS
o<

o
~
=

— N
=S
I':M

694

194

TOCH
00za

L6TD

+

€6TA

T6T1V
06TA

8814
181D
98TH
S8TA

1814
081D
6.L1S

SGT1
PSTA
€GTV

TSTH
0GTH

99CS

YoTxh
€924

1921

6GCL

L8271

£52h

192D

6vcd
8¢S

£%CH

Tved
(%74

8ETH

9€TH
SETH

€ECH
ceed

ogea
6CCA

612d
812H

912D

erey

S0ZA
j{an

50S RIBOSOMAL PROTEIN L3

=] =

e Molecule 40

Chain BE

€91
29d

09N
6SA

< w0 N~ o o0
& < & 0 0
> = o S a

=
<
XA

6€d
8€L
LEY

€EA
zed
€0

62D
8cV
121

SCA

o
[ANS
=

TIH
01D

83
LA

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 44

745
€CTV
(44 XS

0ZTM

811X

9TTA
STTD

1114

60T
8018
LOTL

v0TA
€07Q

T0TH
0073

©
[}
[

o
o
I>I

-
o
=

D
@
[=]

184

784

o8y
T8I

© o
~ o
Im.m

<
~
~

89V

1o
©
o

Yocy

T0CL

e Molecule 40

Chain DE

66TH
86TA

50S RIBOSOMAL PROTEIN L3

€91
29d

09N
6SA

9Gd

N~ o o 3]
& & [repre) re)
= o O 28

)
S
=

1428

o
Sy
[=]

—
A
4

6€d
8€L
LEY

€EA
ced
T€0
oed
62D
8cV
121

o v
AR
I>H>I

—
N
=

© N~
—
=]

TIW
(0)%]

<+ w0 N~

i7a%)
€CTV
2T

0TTM

LTTH
9TTA
ST1D

1178

60TH
80TS
LOTL

v0TA
€07Q

1074
0073

964

el
T6A

680

184

784

28y

-
00
=]

[
© <+ © o
© PN [}
< [ =

0
©
o

6614
86TA

96TA

€610

T61d

88TA

is
e Molecule 41
Chain BF

@ vocTv

1021

50S RIBOSOMAL PROTEIN L4

S9M

€94

79D

veTD
EETIN
CTETA

00T.L

88A

98D

T8d

8LI

SLH
V.4

0LL

ool
©
I&I

e Molecule 41

Chain DF

50S RIBOSOMAL PROTEIN L4

=
mI
2

<+ w
[N~
e m

ogy
g¢d

€ca
(444

LN
2} ©N~ oo
i o N
%] (TR S . |

®
—
e
>

©
(=7

© ~
I>>-

YA

281
T8d

8LI

9D

0LL

894

S9M

O

R LDWIDE
PROTEIN DATA BANK

W



4V8U

wwPDB X-ray Structure Validation Summary Report

Page 45

V6T
€6TA
¢6TT

9LTT

TLTA

LSTA

GSTT
TSTA

[4s)xcs

0STH

S02Yd

€02h
20T
TOCA

66TM
86TV

e Molecule 42

Chain BG

96711
S61Q

50S RIBOSOMAL PROTEIN L5

lllllllllllllllll

TOV

o
re)
= II

8Sh

96V
S8
¥sq
€461

670

[ X N ]
©
<
<

i
i
o

(44

i
<
(=3

07N

8EA
LEA
9EN

TEA

o
o
IIm

(=3
[
=]

8TA

]
N-g-
o >

021

8Td

STA

€14

TTA

64

LT

S6eyd
761
€6L

164

0 ©
0 ©
o =

8.LS

9.8

50S RIBOSOMAL PROTEIN L5

Illllllllllllllllllll

e Molecule 42
Chain DG

€91
291
ToV
091
654
8Sh
LSV
98V
S84
ved
€91
2SI

oSy
e 6%a
e 8%d

oY
sva

€71

1574)

6€L

zed

-
o
=

~
N
=

9zb

44

€1d
(493
122

o
w oMo
B aX MmN

]
2%

[
)
=

oo}
Q
I|||I =

S6yd

761

164
061
68D
881

98I

0
0
o

<
o)
B3

N
©
pu )

834

o
~ o o
~~ S
Hw®n =

€Ly

69V
89d

990
S9D

0874

8.LT4

442"

50S RIBOSOMAL PROTEIN L6

IIIIIIIIIIIIIIIIIIIIIIIIIIII

e Molecule 43

Chain BH

0 ~ © o
I m M <
= =0 [}

0 © N~
© © ©
oo A

O
re} ©
||||||||... = -

o
0
i

0GA

87D
LYH

42\

)
+
=

€e1

oex
62d
829
Lex
9zA
sy

<
N
II|II.. -

6TA

© N~
—
n >

STA
710

C1d

6074

9071
SOTT

50S RIBOSOMAL PROTEIN L6

€071
[4Ja )

96Y

Y64

CTLI

0LL

e Molecule 43

Chain DH

89L

LLTD

® S.L1d

2128

2971

65TH

€STA

6%TY
8%TI

oIV
SYIV
YrIA

TvIA
(4745’8

e Leld
9€TI
SETD
YETS

CETY

0 © N~
© © ©
oo

O
re} ©
||||||||... = -

o = o
0 0 0
==

8%D
LYH

42\
€7A

n ~ O oo
™ m Mmoo
= = n A

€e1

6TA

© N~
—
n >

STA
710

(41!

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 46

ety
TETA
0€TY
6CTL
8¢1d
pxqxs

ST
vera
® €214

1211
0Z1D

8T1d
L11d

YITA
€TTA

6074

90TL
SOTT

€0TT
20TV

©
[}
I<l

ol
) o
() >

O N~ 0O
0 0 0 0
M A

08s
B6LA
8.9
LI
9LA
SLY
TLN

CLI

0LL

891

LLTD

SLTY
VL1D

2128

2911

6ST1d

€91
[4shx:

08TV
6714
8%TI

50S RIBOSOMAL PROTEIN L10

5144 4
144 4
YYIA

15478
(07458

e Molecule 44
Chain BJ

621X

LTTX

SCTX
745 ¢
€CTX

11X
0ZTX

8TTX
L1TX

60TX
80TX

1) ¢
¥SX
£8X
[4) ¢
18X
LEX
vex
92X

STX

SETX
PETX

TETX

50S RIBOSOMAL PROTEIN L10

e Molecule 44
Chain DJ

o
o
fxx

[413'¢

0ETX

i445 ¢
€CTX

611X
811X

(4954

60TX
80TX

S6X
6X

88X

78X
£€8X

8.LX
LLX
9.LX
S.LX
v.LX

79X

[4°) ¢

98X

6€X

~
™
>

SEX

(44
T€X

12X
9zxX
(A4

12X
0zX

91X

o
—
>

11X

6GTX

LSGTX

SGTX

€GTX

0GTX

8V 1X

9VIX

157428

6ETX
8ETX

e Molecule 45

Chain BN

9ETX

50S RIBOSOMAL PROTEIN L13

194

SSA
7SA

CSA

0sa
67D

¥vd
€1
[47:

0%d

8EH

9€D
SEY
veT
€e1

0eT
62)

8CTH

9¢Td

4434

(4498

01T
61TY

9TTT

€11d
(4258

3

80Td

90TH

€0TA

661
86A
L6y
964

Y6H

161

N~ o
© © o)
.-II-IJIZ

[l
]
B3

281

6.d
8LK
LLD
9.8

2k

LETA

CETY
TETD

50S RIBOSOMAL PROTEIN L13

Chain DN Pr—

e Molecule 45

(47N
1948

SGA
%SA

CSA

0sa
679

Yvd
€7l
[47:

0%d

8E€H

9€D
SeY
el

0eT
623
8Tl
Lev

o

e 01F

N ™
B

8CTH

9¢1d

7444

[447

02T
61TH

9TTT

j29%°8
€TTd
[A2%]
T11d

80Td

90TH

€0TA

661
86A
L6¥
964

¥6H

-
)
—

& 88lS
Pl ]

®
0
B3

281

6.Ld
8LA
LLD
9.8

¥4
€LL

690
894
197
9934

79D

LETH

CETV
TETD

50S RIBOSOMAL PROTEIN L14

e Molecule 46

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 47

Chain BO

.Y

691

L9
9934
S9L
2L
€9A

TOA
(05} 4

~ <
< e
= =

< w0
N
)

—
<
<

< o O
) oo
B =

DO -
N mmmn
= < X >

cLd

50S RIBOSOMAL PROTEIN L14

e Molecule 46
Chain DO

cld
1.4

691

L9Y%

SoL
2L
€9A
09V

v9d

LyI

164

50S RIBOSOMAL PROTEIN L15

_

e Molecule 47

Chain BP

@ o
n 9o
I‘J:I

0 ©
ER

oA
SY1

€¥D
s

oS

8ed
LED

SEH

€ed
zel

0el
621
82D
LCTH

ses

[} <
= N
.>1U

STH

115
01d
6N
8d

2cid
13458

L6d
961
S6A

€6D

68Y
881

984

084
6.4

LLY

SLI

€LD
cLd

890
LOW
99D

vox
€9d

50S RIBOSOMAL PROTEIN L15

_

e Molecule 47

Chain DP

09K
65T

3 B
=1 o ﬁ w0

il
SY1

€¥D
vs

oS

8ed
LED

o
o
IH

i=3
o
=

621
829
LCTH

ses
44

o
2
.>1

~ oo
[
II:: [

STH

115
01d
6N
8d

2e1d
1145
0ZTV

L1743

STT1

ETTA
(495

OTTA

10T
® 90711
SOTT

€0TY
[40xs
TOTA
0071

661

L6ed
961
S6A

€6D

68Y
881

983

084

SLI

LD
cLd

89d
LOW
99D

wou
€9d

50S RIBOSOMAL PROTEIN L16

e Molecule 48
Chain BQ

891

L

P9I
€934
29D

09y
654
864

SGA

194
oSV

LYI

1444
€71

6€d

LET

€1

N
™
>~

o
o0
o

624
8cV

4

61D
8T

oN o
o
oo

o
-
~

sy

ovTY

8ETA

9ETV

R LDWIDE

w_ 0O

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 48

e Molecule 48: 50S RIBOSOMAL PROTEIN L16

Chain DQ: &

694
891

L

79I

29D

094

© o
0 0
o

0
0
=

®
o)
<

194
oSV

LYI

1444
€Vl

6€d

~
)
—

SEA
€1

o
o
>

o
N M
|2

8¢V

+

=N
NN
HX OO

8T

0vTV

8ETA

9ETY

e Molecule 49: 50S RIBOSOMAL PROTEIN L17

Chain BR:

0971

89D

2SI

T9H

50S RIBOSOMAL PROTEIN L17

e Molecule 49:
Chain DR:

701
€0TY

TOTV

861

e Molecule 50: 50S RIBOSOMAL PROTEIN L18

Chain BS R

964

T9H

YEH
€ex

0eyd

(D
N
I>I

921
STy

€y
[443)

ocy

811
L14

)
—
o

-
—
B

SOTY

T0T1

86A

S6H

€63

T6d
069
684

184
98V

€84
281

e Molecule 50: 50S RIBOSOMAL PROTEIN L18

Chain DS e

o
©
o

O = N M WO N o
0 W W LWwwWwWwwWw w0 W
n<nwnd<JdxJd

67A
8%'1

97A

42!

o = o m
< & o
HAAmM

ool
52}
o

N M
m M m
=T

«Q i=3
o o0
I>I“I

921
Sy

€cy
[443)

ocy
614
811
L14

STH
YIA

T

SOTY

T0T1

86A

S6H

€63

T6d
069
684

184
98V

€84
281

e Molecule 51: 50S RIBOSOMAL PROTEIN L19

Chain BT: Pm—

O

R LDWIDE
PROTEIN DATA BANK

W



4V8U

=)
—_
o
o
Q
o'
>
—
<
g
=
=
n
e
.2
=
>
G
-
<]
—
=
=
]
=
—
+—
op]
z
D
>~
a8
A
ol
E
=

Page 49

¥ou
€9A
2oL

09L

6G.L
96D

8vI
LD

Svd

[472%

9€d

£64
68A

pXan
9za

[re)
N
o

-g
~

81d

o ¢
el
oo

e Molecule 51
Chain DT

-
=

mmo

-
=

9CTV

SOTT

€0TY
2011

00TA

863
L6Y
964

<
o))
<

S8)

s
©
o

6.LH

L.d

SLI

TLA

o -
=N
- o

894
1,98
99A

® 8ETV
@ LETX

veTd

TETV

50S RIBOSOMAL PROTEIN L19

_

291
T94
09L
6GL

96D

j4L S

2SI
TS
0SI
67A
8vI
LYD

Svd

(4728

o
<
=

9€d

) n
[} "
£ £

0 © I~
[N
T A

€y

0ocd
611
81d

90TS
SOTT

€07y
CO0TI

00TA

863
L6Y
964

vev
£64

681

981
S8)

s
©
o

€81

6.LH

LLd
9.4
SLI

TLA
TLD
0LA

894
1,98
99A

2L
€9A

8ETY
® LEIX

e vE1d

TETY

12TV
92TV

50S RIBOSOMAL PROTEIN L20

e Molecule 52
Chain BU

7010

{405

66V
861
L6a
96V
S61
76N

881

98Y
S8y
8

50S RIBOSOMAL PROTEIN L20

289
T8H

LLS
9LK
SLN

-~
[
om

e Molecule 52
Chain DU: &

o
=
o

184
94a
el
4!
€94
4=t
%

—
~
o

€4

{40

66YV
861

© N~
o o
<A

o = < © ) <
0 0 [} 5] 0 o 0
HIZ O B3 << =] =

~
~
©n

9LK
SLN

CLH

I
5

e Molecule 53

Chain BV

oo
©
<

50S RIBOSOMAL PROTEIN L21

Y9H

SPL
142

o T
N
[ I

021

L1D

STd
PIA

0074

864
163

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 50

e Molecule 53: 50S RIBOSOMAL PROTEIN L21

Chain DV e

62d

@ 0T1

L1D

e ST

<
—
=

-
o
o >

03-
o

e Molecule 54: 50S RIBOSOMAL PROTEIN L22

Chain BW:

15728

L

Led

vEN

TTTH

6074
801D

90TI

€0TI

1018
00TL
664

961
S61

264

064

784

281

08d

e Molecule 54: 50S RIBOSOMAL PROTEIN L22

Chain DW: =

e

691
894
290
[ ooE |
G971
i)
T
C9H
LoTeN
09N
B6SA
89V
|
Sy
€SS
| geE
191
0SA
G
il
LYA
|
[47d1 """_"""
15723
— 60T
LEY 801D
9€T ----
| oger 9071
BEN [ |
€€y €0TI
1 ZOTH
ogd T0TS
621 00TL
8CS 664
B
961
S6I
€TT ¥6d
zed | oesv
TCA c6Yd
02 N
61T 064
=
AV
9TM
STH 981
¥1d [ een
€TS 84
(431 | oesM
--- [4:38
oTA |oTev
6X 08d
— 6.9
8.4
e v |
ji2 YLV
e e &
ca Tl
o [ |

e Molecule 55: 505 RIBOSOMAL PROTEIN L23

Chain BX: hss—

vox

094

8GH

9GL
SGN

o) ™
= [t}
I>.EI

Lyd

Sl
vva

(4414
7N

6€1
8€d

o€
SeEL
ey
€ex
zed
TEH
0eA
6CM

pXan
9CA
ST

€cd

0zd

~ 0 o
o
< > <t

ekt
1S
€11

- o
N~ —
= <

<
<

e Molecule 55: 50S RIBOSOMAL PROTEIN L23

Chain DX: &

7o%

094

8SH

951
SSN

€94

~ oo
g

€cd

L1V

STd
v1is
€11

oTY

© N~ 0
IQ>HI

<
<

SoY

50S RIBOSOMAL PROTEIN L24

Chain BY ==

e Molecule 56:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8U

Page 51

—
©
=1

~
)
=4

©
frel
[

Sy
T}
X

2ss
TSA
0sy
67A

LyY
oPd
SPA

2B ERE
< 2] ==+

6cd
8¢y

9Ty
STH

50S RIBOSOMAL PROTEIN L24

N~ o= ANm
— SRS R R
n v K UM

STA
2%
E€TA
CIL
T1a
01d

83

2!

® 9011
SOTY

€019

164

9.0

€L
® Tl
TN

89H

e Molecule 56
Chain DY

S9V
794
€94
(4K

191

180
96d

7S)

2SS
TSGA
0sy
67A

o
SPA
vI
EVN
(47

ova

SEA

6cd
8TA

[

0 ©

a
IIU =:II

© o O < ©O N~ 0 O
~ N~ Q Q 00 O 00
O (SR ~ AN

€ecy
{443
e
0CA

~ ©
—
n v

o ¢ w»
o
=g

CTL
T1a
(0]

8

28

9011
SOTY

€0TD

961

o < W0
D D0
(L

50S RIBOSOMAL PROTEIN L25

164

eLd
TLA
TN
0.8

e Molecule 57
Chain BZ

89H

S9V
794
€94
¢9d

998
590

€9a
2¢9d
19T
094

ZEH

0EN

el
€ei

ey
ocy
614
811
LTV
918

s
< N0 O —
- < > > £

€A

96A

<
i)
15}

268

06A
684
884

98A

784

6.4

O < i~
N~ ~
o> a

N
>

© o
©0 ©
A B

0LTL
6973

L97d

SG9TA

€971

69Td

98T
GSTT

€318

LYTD
i
47438
TPIA

ov1a

LETI
9€Td

PeTd
€ETI

TETH

6218

50S RIBOSOMAL PROTEIN L25

e Molecule 57

Chain DZ

LSI
9GA
SSGH
7SH

Tss
T8Y
0sb
674

LYA

o < e
< <
[

-
a4
)

ova
6EA

9%

veEN
€e1
CEH

6CA

pRaN
9ZH
sed

€eH

144

614

918
STd

™
-
=

© N~ 038
o< >~ o

o <
> om

18TV
9814

€811
28TA

08TA
6.1Q

9.1d
SLTA
YLIA

TLIV

0LTL
6974

L97d

7ITV

[4c)xc
T9TA

3

LSTT
98T

€918
[4<1a 4
TSTH

6718

6ETA

LETL
9€Td

€ETI
CETN

0€Td

O

R LDWIDE
PROTEIN DATA BANK

W



Page 52 wwPDB X-ray Structure Validation Summary Report 4V8U
4 Data and refinement statistics (i)
Property Value Source
Space group P1211 Depositor
Cell constants 291.36A  269.43A 401.95A .
Depositor
a, b, c,a, 3,y 90.00° 91.78° 90.00°
: 49.75 - 3.70 Depositor
Resolution (4) 4975 — 3.40 EDS
% Data completeness 99.9 (49.75-3.70) Depositor
(in resolution range) 99.8 (49.75-3.40) EDS
Rinerge 0.20 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.47 (at 3.40A) Xtriage
Refinement program CNS 1.2 Depositor
R R 0.214 0.249 Depositor
) Hfree 0.239 , (Not available) DCC
Ryree test set No test flags present. DCC
Wilson B-factor (A2) 84.2 Xtriage
Anisotropy 0.051 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.27 , 53.6 EDS
Estimated twinning fraction 0.048 for h,-k,-1 Xtriage
L-test for twinning <I|L|>=041, < L[*>=0.24 Xtriage
Outliers 0 of 846438 reflections Xtriage
F,F. correlation 0.91 EDS
Total number of atoms 307606 wwPDB-VP
Average B, all atoms (A?) 102.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 8.34% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
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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: GDP,
5MU, ZN, MG, FUA

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 #Z| >5
1 AA 0.54 0/36190 0.74 23/56486 (0.0%)
1 CA 0.51 0/36190 0.74 16/56486 (0.0%)
2 AB 0.44 0/1936 0.67 0/2611
2 CB 0.41 0/1936 0.68 0/2611
3 AC 0.48 0/1637 0.64 0/2207
3 cC 0.43 0/1637 0.64 0/2207
4 AD 0.39 0/1733 0.65 0/2318
4 CD 0.39 0/1733 0.65 0/2318
5 AE 0.49 0/1163 0.68 0/1566
5 CE 0.50 0/1163 0.68 0/1566
6 AF 0.40 0/856 0.63 0/1154
6 CF 0.38 0/856 0.64 0/1154
7 AG 0.40 0/1276 0.60 0/1709
7 CG 0.38 0/1276 0.61 0/1709
8 AH 0.45 0/1136 0.71 0/1527
8 CH 0.43 0/1136 0.70 0/1527
9 Al 0.42 0/1027 0.67 0/1373
9 CI 0.40 0/1027 0.66 0/1373
10 AJ 0.45 0/808 0.69 0/1087
10 CJ 0.42 0/808 0.69 0/1087
11 AK 0.45 0/900 0.70 0/1213
11 CK 0.41 0/900 0.69 0/1213
12 AL 0.47 0/987 0.71 0/1322
12 CL 0.45 0/987 0.70 0/1322
13 AM 0.39 0/999 0.67 0/1338
13 CM 0.38 0/999 0.67 0/1338
14 AN 0.47 0/501 0.67 0/664
14 CN 0.45 0/501 0.67 0/664
15 AO 0.40 0/745 0.62 0/992
15 CO 0.39 0/745 0.62 0/992
16 AP 0.39 0/717 0.63 0/965
16 CPp 0.40 0/717 0.62 0/965
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. Bond lengths Bond angles
Mol | Chain | ¢ o7 #|Z| >5 RMSZ #|Z| >5
17 AQ 0.47 0/837 0.66 0/1119
17 CQ 0.44 0/837 0.66 0/1119
18 AR 0.45 0/579 0.67 0/768
18 CR 0.46 0/579 0.68 0/768
19 AS 0.43 0/643 0.68 1/867 (0.1%)
19 CS 0.41 0/643 0.68 1/867 (0.1%)
20 AT 0.38 0/765 0.64 0/1007
20 CT 0.36 0/765 0.65 0/1007
21 AU 0.47 0/213 0.61 0/279
21 CU 0.46 0/213 0.62 0/279
22 AV 0.52 0/1809 0.70 0/2819
22 CvV 0.46 0/1809 0.69 0/2819
23 AW 0.36 0/1810 0.70 0/2821
23 CW 0.95 2/1810 (0.1%) 0.68 0/2821
24 AX 0.38 0/288 0.72 0/446
24 CX 0.69 1/288 (0.3%) 0.85 1/446 (0.2%)
25 AY 0.47 0/5313 0.69 0/7195
25 CY 0.45 0/5313 0.68 0/7195
26 BO 0.40 0/671 0.66 0/892
26 DO 0.40 0/671 0.66 0/892
27 B1 0.42 0/739 0.71 0/983
27 D1 0.41 0/739 0.67 0/983
28 B2 0.32 0/600 0.64 0/793
28 D2 0.33 0/600 0.61 0/793
29 B3 0.40 0/473 0.59 0/636
29 D3 0.40 0/473 0.60 0/636
30 B4 0.47 0/461 0.83 1/623 (0.2%)
30 D4 0.48 0/461 0.83 1/623 (0.2%)
31 B5 0.37 0/473 0.69 0/639
31 D5 0.39 0/473 0.69 0/639
32 B6 0.62 0/440 0.94 2/586 (0.3%)
32 D6 0.56 0/440 0.93 2/586 (0.3%)
33 B7 0.43 0/427 0.68 0/563
33 D7 0.44 0/427 0.67 0/563
34 B8 0.54 0/516 0.83 0/681
34 D8 0.51 0/516 0.82 0/681
35 B9 0.42 0/310 0.65 0/407
35 D9 0.43 0/310 0.66 0/407
36 BA 0.50 3/69972 (0.0%) 0.74 | 35/109237 (0.0%)
36 DA 0.49 3/69972 (0.0%) 0.73 | 36/109237 (0.0%)
37 BB 0.41 0/2853 0.72 1/4451 (0.0%)
37 DB 0.41 0/2853 0.72 1/4451 (0.0%)
38 BC 0.55 1/1774 (0.1%) 0.61 0/2391




Page 55 wwPDB X-ray Structure Validation Summary Report 4V8U
. Bond lengths Bond angles
Mol | Chain | ¢ o7 #|Z| >5 RMSZ #|Z| >5
38 DC 0.41 0/1774 0.60 0/2391
39 BD 0.47 0/2195 0.77 1/2955 (0.0%)
39 DD 0.46 0/2195 0.76 1/2955 (0.0%)
40 BE 0.44 0/1597 0.70 0/2155
40 DE 0.44 0/1597 0.70 0/2155
41 BF 0.37 0/1659 0.62 0/2246
41 DF 0.36 0/1659 0.62 0/2246
42 BG 0.41 0/1498 0.74 1/2013 (0.0%)
42 DG 0.38 0/1498 0.69 0/2013
43 BH 0.36 0/1293 0.67 0/1746
43 DH 0.36 0/1293 0.67 0/1746
45 BN 0.35 0/1132 0.68 0/1527
45 DN 0.35 0/1132 0.68 0/1527
46 BO 0.44 0/943 0.66 0/1269
46 DO 0.44 0/943 0.66 0/1269
47 BP 0.41 0/1131 0.87 3/1504 (0.2%)
47 DP 0.40 0/1131 0.87 3/1504 (0.2%)
48 BQ 0.43 0/1143 0.63 0/1527
48 DQ 0.43 0/1143 0.63 0/1527
49 BR 0.37 0/974 0.66 0/1302
49 DR 0.36 0/974 0.66 0/1302
50 BS 0.39 0/779 0.68 0/1038
50 DS 0.37 0/779 0.67 0/1038
51 BT 0.45 0/1156 0.77 1/1544 (0.1%)
51 DT 0.45 0/1156 0.77 1/1544 (0.1%)
52 BU 0.39 0/975 0.64 0/1297
52 DU 0.40 0/975 0.64 0/1297
53 BV 0.36 0/790 0.67 0/1057
53 DV 0.35 0/790 0.68 0/1057
o4 BW 0.36 0/907 0.62 0/1216
o4 DW 0.35 0/907 0.62 0/1216
55 BX 0.40 0/740 0.65 0/995
55 DX 0.41 0/740 0.64 0/995
56 BY 0.39 0/824 0.62 0/1100
56 DY 0.39 0/824 0.62 0/1100
57 BZ 0.44 0/1500 0.67 0/2037
o7 DZ 0.41 0/1500 0.70 0/2037
All All 0.48 | 10/331626 (0.0%) | 0.72 | 132/494526 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.
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Mol | Chain | #Chirality outliers | #/Planarity outliers
1 AA 1 26
1 CA 1 21
22 AV 0 1
36 BA 2 39
36 DA 2 37
All All 6 124

The worst 5 of 10 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
23 CW 38 A O3-P | 37.35 2.06 1.61
38 BC 54 | ARG | C-N |-15.66 0.98 1.34
24 CX 19 A 03-P | -9.03 1.50 1.61
36 BA 272(I) U N1-C2 | 7.87 1.45 1.38
36 | DA |272(I) | U | NL.C2 | 7.37 1.45 1.38

The worst 5 of 132 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
36 BA 1992 | G | C2-C3-03 | 10.46 132.51 109.50
36 DA | 1992 | G | C2-C3-03" | 10.39 132.37 109.50

AA 1498 U C2-C3’-03" | 9.73 130.91 109.50
1 CA 1498 U C2-C3’-03" | 9.60 130.62 109.50
36 BA 1799 G C2-C3-03" | 9.35 130.07 109.50

5 of 6 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
1 AA | 1498 U c3’
36 BA 1799 G C3
36 BA 1992 G C3’
1 CA 1498 U C3’
36 DA 1799 G C3’

5 of 124 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 AA 108 G Sidechain
1 AA 118 U Sidechain
1 AA 202 U Sidechain
1 AA 250 A Sidechain
1 AA 436 C Sidechain
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5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 32329 0 16318 1170 0
1 CA 32329 0 16318 1209 0
2 AB 1901 0 1951 223 0
2 CB 1901 0 1951 225 0
3 AC 1613 0 1677 185 0
3 CC 1613 0 1677 191 0
4 AD 1703 0 1763 171 0
4 CD 1703 0 1763 178 0
) AE 1147 0 1207 115 0
) CE 1147 0 1207 112 0
6 AF 843 0 857 76 0
6 CF 843 0 857 79 0
7 AG 1257 0 1296 89 0
7 CG 1257 0 1296 93 0
8 AH 1116 0 1177 89 0
3 CH 1116 0 1177 38 0
9 Al 1010 0 1035 139 0
9 CI 1010 0 1035 137 0

10 AJ 795 0 840 154 0
10 CJ 795 0 840 159 0
11 AK 885 0 904 o6 0
11 CK 885 0 904 63 0
12 AL 971 0 1057 142 0
12 CL 971 0 1057 145 0
13 AM 988 0 1059 156 0
13 CM 988 0 1059 154 0
14 AN 492 0 929 64 0
14 CN 492 0 929 63 0
15 AO 734 0 771 69 0
15 CO 734 0 771 73 0
16 AP 701 0 720 66 0
16 CPp 701 0 720 67 0
17 | AQ 824 0 801 57 0
17 CcQ 824 0 891 65 0
18 AR 574 0 644 79 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
18 CR 574 0 644 79 0
19 AS 630 0 652 106 0
19 CS 630 0 652 108 0
20 AT 763 0 861 97 0
20 CT 763 0 861 94 0
21 AU 209 0 221 18 0
21 CU 209 0 221 17 0
22 AV 1619 0 822 60 0
22 CV 1619 0 822 o8 0
23 AW 1641 0 839 126 0
23 CW 1641 0 840 115 0
24 AX 257 0 130 45 0
24 CX 257 0 130 50 0
25 AY 5215 0 5288 857 0
25 CY 5215 0 D287 809 0
26 BO 662 0 688 98 0
26 DO 662 0 688 99 0
27 B1 732 0 808 126 0
27 D1 732 0 808 112 0
28 B2 598 0 653 84 0
28 D2 598 0 653 113 0
29 B3 468 0 023 29 0
29 D3 468 0 023 64 0
30 B4 451 0 449 93 0
30 D4 451 0 449 88 0
31 Bb5 459 0 480 101 0
31 D5 459 0 480 99 0
32 B6 433 0 461 150 0
32 D6 433 0 461 149 0
33 B7 419 0 467 38 0
33 D7 419 0 467 36 0
34 B8 508 0 576 96 0
34 D8 508 0 276 101 0
35 B9 307 0 335 30 0
35 D9 307 0 335 27 0
36 BA 62474 0 31497 2600 0
36 DA 62474 0 31497 2637 0
37 BB 2551 0 1295 132 0
37 DB 2551 0 1295 139 0
38 BC 1742 0 1797 158 0
38 DC 1742 0 1798 160 0
39 BD 2145 0 2234 304 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
39 DD 2145 0 2234 315 0
40 BE 1564 0 1629 249 0
40 DE 1564 0 1629 244 0
41 BF 1624 0 1677 237 0
41 DF 1624 0 1677 232 0
42 BG 1474 0 1534 241 0
42 DG 1474 0 1534 261 0
43 BH 1269 0 1337 178 0
43 DH 1269 0 1337 176 0
44 BJ 851 0 194 31 0
44 DJ 851 0 195 32 0
45 BN 1105 0 1180 183 0
45 DN 1105 0 1180 184 0
46 BO 933 0 996 109 0
46 DO 933 0 996 102 0
47 BP 1114 0 1187 296 0
47 DP 1114 0 1187 297 0
48 BQ 1122 0 1179 134 0
48 DQ 1122 0 1179 123 0
49 BR 960 0 1021 150 0
49 DR 960 0 1021 152 0
50 BS 771 0 832 153 0
50 DS 771 0 832 146 0
o1 BT 1142 0 1202 242 0
o1 DT 1142 0 1202 241 0
52 BU 958 0 1015 133 0
52 DU 958 0 1015 139 0
53 BV 779 0 852 140 0
53 DV 779 0 852 140 0
o4 BW 896 0 953 100 0
o4 DW 896 0 953 99 0
95 BX 726 0 778 79 0
95 DX 726 0 778 83 0
56 BY 811 0 901 175 0
56 DY 811 0 901 179 0
o7 BZ 1468 0 1492 200 0
o7 DZ 1468 0 1492 219 0
28 AD 1 0 0 0 0
28 AN 1 0 0 0 0
58 B4 1 0 0 0 0
58 B9 1 0 0 0 0
58 CD 1 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
58 CN 1 0 0 0 0
58 D4 1 0 0 0 0
58 D9 1 0 0 0 0
29 AY 37 0 47 15 0
39 CY 37 0 47 26 0
60 AY 28 0 12 13 0
60 CY 28 0 12 10 0
61 AY 1 0 0 0 0
61 CY 1 0 0 0 0
All All 307606 0 211582 21259 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 41.

The worst 5 of 21259 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
38:BC:121:MET:CE | 38:BC:121:MET:SD 2.02 1.48
23:CW:34:C:C3’ 23:CW:35:A:H5” 1.42 1.47
38:DC:121:MET:CE | 38:DC:121:MET:SD 2.02 1.46
38:DC:109:MET:CE | 38:DC:109:MET:SD 2.03 1.44
23:AW:34:C:C3’ 23:AW:35:A:H5” 1.42 1.44

There are no symmetry-related clashes.

5.3 Torsion angles

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.

Percentiles

Mol | Chain Analysed Favoured | Allowed Outliers
2 AB 233/256 (91%) 148 (64%) 52 (22%) 33 (14%)
2 CB 233/256 (91%) 148 (64%) 52 (22%) 33 (14%)
3 AC 205/239 (86%) 146 (71%) 32 (16%) 27 (13%)
3 CC 205/239 (86%) 148 (72%) 31 (15%) 26 (13%)
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
19 CS 77/93 (83%) 40 (52%) | 19 (25%) | 18 (23%) |
20 | AT 97/106 (92%) 57 (59%) | 28 (29%) | 12 (12%)

20 | CT 97/106 (92%) 57 (59%) | 27 (28%) | 13 (13%)

21 | AU 23/27 (85%) 13 (56%) | 7 (30%) 3 (13%)

21 | CU 23/27 (85%) 13 (56%) | 7 (30%) 3 (13%)

25 | AY 663/691 (96%) | 458 (69%) | 126 (19%) | 79 (12%)

25 | CY 663/691 (96%) | 482 (73%) | 125 (19%) | 56 (8%)

26 B0 82/85 (96%) 63 (77%) | 15 (18%) 4 (5%)

26 DO 82/85 (96%) 63 (77%) | 15 (18%) 4 (5%)

27 Bl 92/98 (94%) 74 (80%) 8 (9%) 10 (11%)

27 D1 92/98 (94%) 71 (77%) | 12 (13%) 9 (10%)

28 B2 69/72 (96%) 40 (58%) | 21 (30%) | 8 (12%)

28 D2 69/72 (96%) 34 (49%) | 26 (38%) | 9 (13%) 0]

29 B3 58/60 (97%) 35 (60%) | 19 (33%) 4 (T%)

29 D3 58/60 (97%) 35 (60%) | 19 (33%) 4 (7%)

30 B4 56/71 (79%) 27 (48%) | 14 (25%) | 15 (27%) ﬂl
30 D4 56/71 (T9%) 27 (48%) | 14 (25%) | 15 (27%) ml
31 B5 57/60 (95%) 37 (65%) | 10 (18%) | 10 (18%) mlﬂ
31 D5 57/60 (95%) 37 (65%) | 10 (18%) | 10 (18%) m|ﬂ
32 | B6 48/54 (89%) 21 (44%) | 13 (27%) | 14 (20%) 0] o]
32 | D6 48/54 (89%) 21 (44%) | 13 (27%) | 14 (20%) 0] ]o]
33 B7 A7/49 (96%) 38 (81%) | 8 (17%) 1 (2%)

33 D7 47/49 (96%) 38 (81%) | 8 (17%) 1 (2%)

34 B8 62/65 (95%) 30 (48%) | 18 (29%) | 14 (23%) 0]

34 DS 62/65 (95%) 30 (48%) | 18 (29%) | 14 (23%) 0]

35 B9 35/37 (95%) 25 (71%) | 6 (17%) 4 (11%)

35 D9 35/37 (95%) 25 (71%) 6 (17%) 4 (11%)

38 | BC 226/229 (99%) 175 (77%) | 42 (19%) 9 (4%)

38 | DC 226/229 (99%) 176 (78%) | 40 (18%) 10 (4%)

39 | BD 273/276 (99%) 184 (67%) | 54 (20%) | 35 (13%)

39 | DD 273/276 (99%) 185 (68%) | 53 (19%) | 35 (13%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
40 BE 203/206 (98%) 123 (61%) 39 (19%) 41 (20%) 1] 1 B |
40 DE 203/206 (98%) 122 (60%) 39 (19%) 42 (21%) 1] 1 B
41 BF 206/210 (98%) 138 (67%) 45 (22%) 23 (11%) 1§16
41 DF 206/210 (98%) 138 (67%) 44 (21%) 24 (12%) 14115
42 BG 177/182 (97%) 116 (66%) 39 (22%) 22 (12%) 1414
42 DG 177/182 (97%) 112 (63%) 44 (25%) 21 (12%) 14115
43 BH 165/180 (92%) 89 (54%) 40 (24%) 36 (22%) 0ff2
43 DH 165/180 (92%) 90 (54%) 40 (24%) 35 (21%) 1] 1 B
45 BN 137/140 (98%) 87 (64%) 26 (19%) 24 (18%) Off6
45 DN 137/140 (98%) 88 (64%) 25 (18%) 24 (18%) 11
46 BO 120/122 (98%) 97 (81%) 13 (11%) 10 (8%) 1§ 27
46 DO 120/122 (98%) 97 (81%) 13 (11%) 10 (8%) 1§ 27
47 BP 144/150 (96%) 79 (55%) 38 (26%) 27 (19%) 1K
47 DP 144/150 (96%) 79 (55%) 39 (27%) 26 (18%) 1B
48 BQ 139/141 (99%) 106 (76%) 25 (18%) 8 (6%) 38 39
48 DQ 139/141 (99%) 107 (77%) 25 (18%) 7 (5%) 38 44
49 BR 115/118 (98%) 81 (70%) 23 (20%) 11 (10%) 14 22
49 DR 115/118 (98%) 81 (70%) 22 (19%) 12 (10%) 1§ 18
50 BS 97/112 (87%) 42 (43%) 32 (33%) 23 (24%) Ofl1
50 DS 97/112 (87%) 41 (42%) 34 (35%) 22 (23%) Off2
51 BT 136/146 (93%) 77 (57%) 32 (24%) 27 (20%) 1] 1 B
51 DT 136/146 (93%) 78 (57%) 31 (23%) 27 (20%) 1] 1 B
52 BU 115/118 (98%) 78 (68%) 30 (26%) 7 (6%) 21 37
52 DU 115/118 (98%) 76 (66%) 31 (27%) 8 (7%) 21 33
53 BV 99/101 (98%) 69 (70%) 17 (17%) 13 (13%) 0f 13
53 DV 99/101 (98%) 68 (69%) 18 (18%) 13 (13%) 0f 13
54 BW 111/113 (98%) 78 (70%) 23 (21%) 10 (9%) 1] 24
54 DW 111/113 (98%) 76 (68%) 25 (22%) 10 (9%) 1] 24
55 BX 91/96 (95%) 55 (60%) 27 (30%) 9 (10%) 1§ 20
5%} DX 91/96 (95%) 55 (60%) 26 (29%) 10 (11%) 14 17
56 BY 105/110 (96%) 44 (42%) 32 (30%) 29 (28%) Ofl1

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
56 DY 105/110 (96%) 44 (42%) 32 (30%) 29 (28%) |
o7 BZ 183/206 (89%) 116 (63%) 39 (21%) 28 (15%)
57 D7 183/206 (89%) 118 (64%) 34 (19%) 31 (17%)
All All 12924 /13672 (94%) | 8641 (67%) | 2723 (21%) | 1560 (12%)

5 of 1560 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 AB 12 GLU
2 AB 13 ALA
2 AB 15 VAL
2 AB 74 LYS
2 AB 75 LYS

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all X-ray entries followed by that with respect to entries of
similar resolution. The Analysed column shows the number of residues for which the sidechain
conformation was analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 AB 202/220 (92%) 184 (91%) 18 (9%) 141 59
2 CB 202/220 (92%) 183 (91%) 19 (9%) 13] 55
3 AC 160/188 (85%) 139 (87%) 21 (13%) 6| 37
3 cC 160/188 (85%) 139 (87%) 21 (13%) 6| 37
4 AD 180/181 (99%) 160 (89%) 20 (11%) 9| 46
4 CD 180/181 (99%) 160 (89%) 20 (11%) 9| 46
5 AE 115/123 (94%) 104 (90%) 11 (10%) 54
5 CE 115/123 (94%) 104 (90%) 11 (10%) 12} 54
6 AF 90/90 (100%) 83 (92%) 7 (8%) 181 65
6 CF 90/90 (100%) 83 (92%) 7 (8%) 181 65
7 AG 126/127 (99%) 117 (93%) 9 (7%) 21 70
7 CG 126/127 (99%) 118 (94%) 8 (6%) 25 175
8 AH 119/119 (100%) 110 (92%) 9 (8%) 19 67
8 CH 119/119 (100%) 110 (92%) 9 (8%) 19 67

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
9 Al 98/99 (99%) 91 (93%) 7 (%) 21 70
9 CI 98/99 (99%) 91 (93%) 7 (%) 21, 70
10 AJ 88/92 (96%) 77 (88%) 11 (12%) 40
10 CJ 88/92 (96%) 76 (86%) | 12 (14%) 35
11 | AK 90/99 (91%) 87 (97%) 3 (3%)

11 CK 90/99 (91%) 87 (97%) 3 (3%)

12 AL 104,/109 (95%) 93 (89%) | 11 (11%)

12 CL 104/109 (95%) 93 (89%) | 11 (11%)

13 | AM 99/101 (98%) 90 (91%) 9 (9%)

13 | CM 99/101 (98%) 90 (91%) 9 (9%) 14 57
14 | AN 49/50 (98%) 44 (90%) 5 (10%) 51
14 | CN 49/50 (98%) 44 (90%) 5 (10%) 11} 51
15 | AO 79/80 (99%) 73 (92%) 6 (8%) 19 67
15 CO 79/80 (99%) 73 (92%) 6 (8%) 19 67
16 | AP 72/74 (97%) 63 (94%) 4 (6%) 30 |78
16 CP 72/74 (97%) 68 (94%) 4 (6%) 30 |78
17 | AQ 94/97 (97%) 89 (95%) 5 (5%) 32 180
17 | CQ 94/97 (97%) 88 (94%) 6 (6%) 25 74
18 | AR 61/77 (79%) 58 (95%) 3 (5%) 35 |82
18 CR 61/77 (79%) 58 (95%) 3 (5%) 35 |82
19 AS 69/80 (86%) 60 (87%) 9 (13%) 6] 37
19 CS 69/80 (86%) 60 (87%) 9 (13%) 6] 37
20 AT 76/82 (93%) 66 (87%) 10 (13%) 6] 36
20 CT 76/82 (93%) 67 (88%) 9 (12%) 8| 42
21 AU 19/22 (86%) 18 (95%) 1 (5%) 32 180
21 CU 19/22 (86%) 18 (95%) 1 (5%) 32 180
25 AY 563/582 (97%) 495 (88%) | 68 (12%) 41
25 CY 563/582 (97%) 498 (88%) | 65 (12%) 8| 44
26 B0 66/67 (98%) 59 (89%) 7 (11%) 49
26 DO 66/67 (98%) 59 (89%) 7 (11%) 49
27 B1 78/83 (94%) 68 (87%) | 10 (13%) 6] 38

AAAAAAAAAAAAAA

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
27 D1 78/83 (94%) 72 (92%) 6 (8%) 18| 66
28 B2 66,/67 (98%) 60 (91%) 6 (9%) 14| 57
28 D2 66/67 (98%) 61 (92%) 5 (8%) 19/ 67
29 B3 51/52 (98%) 48 (94%) 3 (6%) 28 | 76
29 D3 51/52 (98%) 48 (94%) 3 (6%) 28 | 76
30 B4 51/63 (81%) 39 (76%) 12 (24%) 1]19]
30 D4 51/63 (81%) 39 (76%) 12 (24%) 1§19
31 B5 51/52 (98%) 47 (92%) 4 (8%) 181 65
31 D5 51/52 (98%) 47 (92%) 4 (8%)

32 B6 49/52 (94%) 39 (80%) 10 (20%)
32 D6 49/52 (94%) 39 (80%) 10 (20%)
33 B7 41/42 (98%) 36 (88%) 5 (12%)
33 D7 41/42 (98%) 36 (88%) 5 (12%)
34 BS 53/55 (96%) 45 (85%) 8 (15%)
34 D8 53/55 (96%) 44 (83%) 9 (17%)
35 B9 34/34 (100%) 32 (94%) 2 (6%)
35 D9 34/34 (100%) 32 (94%) 2 (6%) 28 | 76
38 BC 180/181 (99%) 169 (94%) 11 (6%) 26 75
38 DC 180/181 (99%) 168 (93%) 12 (7%) 72
39 BD 217/218 (100%) 182 (84%) | 35 (16%) 26
39 DD 217/218 (100%) 182 (84%) | 35 (16%) 26
40 BE 165/166 (99%) 140 (85%) | 25 (15%) 29
40 DE 165/166 (99%) 140 (85%) | 25 (15%) 29
41 BF 165/166 (99%) 154 (93%) 11 (7%) 72
41 DF 165/166 (99%) 154 (93%) 11 (7%) 23 72
42 BG 155/156 (99%) 127 (82%) | 28 (18%) 18
42 DG 155/156 (99%) 126 (81%) | 29 (19%) 16
43 BH 136/148 (92%) 125 (92%) 11 (8%) 17 64
43 DH 136,/148 (92%) 125 (92%) 11 (8%) 17 64
45 BN 117/119 (98%) 103 (88%) | 14 (12%) 41
45 DN 117/119 (98%) 103 (88%) | 14 (12%) 41

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
46 BO 100/100 (100%) 94 (94%) 6 (6%) 27 | 76
46 | DO 100/100 (100%) 94 (94%) 6 (6%) 27 | 76
47 BP 112/116 (97%) 93 (83%) | 19 (17%) 22
47 DP 112/116 (97%) 92 (82%) | 20 (18%) 19
48 BQ 111/111 (100%) 101 (91%) 10 (9%) 14} 58
48 | DQ 111/111 (100%) 101 (91%) 10 (9%)

49 BR 100/101 (99%) 89 (89%) 11 (11%)

49 | DR 100/101 (99%) 87 (87%) 13 (13%)

50 BS 77/88 (88%) 69 (90%) 8 (10%)

50 DS 77/88 (88%) 69 (90%) 8 (10%)

51 BT 120/127 (94%) 96 (80%) | 24 (20%)

51 DT 120/127 (94%) 96 (80%) | 24 (20%)

52 BU 92/94 (98%) 82 (89%) 10 (11%)

52 DU 92/94 (98%) 81 (88%) 11 (12%)

53 BV 82/82 (100%) 72 (88%) 10 (12%)

53 DV 82/82 (100%) 73 (89%) 9 (11%)

54 | BW 91/92 (99%) 86 (94%) 5 (6%)

54 | DW 91/92 (99%) 86 (94%) 5 (6%) 30 |79
55 BX 74/78 (95%) 65 (88%) 9 (12%) 40
55 DX 74/78 (95%) 65 (88%) 9 (12%) 40
56 BY 87/91 (96%) 76 (87%) 11 (13%) 39
56 DY 87/91 (96%) 76 (87%) 11 (13%) 39
57 BZ 162/179 (90%) 137 (85%) | 25 (15%) 28
57 DZ 162/179 (90%) 145 (90%) | 17 (10%) 49
All | Al | 10872/11344 (96%) | 9687 (89%) | 1185 (11%) | [9) 47

5 of 1185 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
52 BU 108 GLU
bt CE 79 GLU
50 DS 67 ARG
54 BW 107 LEU
2 CB 36 ARG
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Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 349 such
sidechains are listed below:

Mol | Chain | Res | Type
53 BV 11 GLN
7 CG 13 GLN
48 DQ 45 GLN
55 BX 82 GLN
3 CC 110 ASN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA | 1503/1522 (98%) 254 (16%) 36 (2%)
1 CA 1503/1522 (98%) 252 (16%) 34 (2%)
22 AV 75/76 (98%) 13 (17%) 1 (1%)
22 CV 75/76 (98%) 15 (20%) 1 (1%)
23 AW 76/77 (98%) 27 (35%) 1 (1%)
23 CW 76/77 (98%) 27 (35%) 1 (1%)
24 AX 12/25 (48%) 8 (66%) 2 (16%)
24 CX 12/25 (48%) 7 (58%) 2 (16%)
36 BA | 2900/2915 (99%) 588 (20%) 61 (2%)
36 DA | 2900/2915 (99%) 585 (20%) 63 (2%)
37 BB 118/122 (96%) 25 (21%) 0
37 DB 118/122 (96%) 25 (21%) 0
All All 9368/9474 (98%) 1826 (19%) 202 (2%)

5 of 1826 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 AA 7 G
1 AA 9 G
1 AA 31 G
1 AA 32 A
1 AA 33 A

5 of 202 RNA pucker outliers are listed below:

Mol | Chain | Res
36 BA 2345
1 CA 429
36 DA 2198
36 BA 2481
1 CA 60

e

g
= ol o Al
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

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

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

Bond lengths Bond angles

Mol | Type | Chain | Res | Link | "' RMSZ | #(7] > 2| Counts | RMSZ | #]Z| > 2

23 | 5SMU AW o4 23 20,2223 | 1.07 3 (15%) | 25,32,35 | 1.33 2 (8%)

23 | 5SMU CW o4 23 | 20,22,23 | 1.05 3 (15%) | 25,32,35 | 1.35 3 (12%)

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

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
23 | 5MU AW 54 23 - 0/6/25/26 | 0/2/2/2
23 | 5MU CW 54 23 - 0/6/25/26 | 0/2/2/2

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

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
23 AW 54 | 5MU | C6-N1 | 2.33 1.38 1.34
23 CW 54 | SMU | C6-C5 | -2.22 1.34 1.40
23 CwW 54 | 5MU | C6-N1 | 2.20 1.38 1.34
23 CW 54 | 5MU | P-OP1 | 2.19 1.49 1.46
23 AW 54 | 5MU | P-OP1 | 2.16 1.49 1.46

All (5) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
23 AW 54 | 5MU | C6-N1-C2 | -4.94 121.00 122.41
23 CW 54 | bMU | C6-N1-C2 | -4.87 121.02 122.41
23 CW 54 | BMU | C5-C6-N1 | 2.12 123.92 122.02
23 AW 54 | 5MU | C5M-C5-C6 | 2.05 122.88 118.61
23 CW 54 | 5MU | C5M-C5-C6 | 2.05 122.87 118.61

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

There are no ring outliers.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 14 ligands modelled in this entry, 10 are monoatomic - leaving 4 for Mogul analysis.

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

Mol | Type | Chain | Res | Link Count]sgorll—:gl\/llgrzlgt;jZ | > 2 CountsBOPr{llii/[SEgl gle;\Z | > 2
59 | FUA AY | 701 - 40,40,40 | 1.70 | 8 (20%) | 64,64,64 | 1.69 | 10 (15%)
60 | GDP | AY | 702 | 61 |3030,30 | 1.62 | 6(20%) | 454747 | 2.44 | 9 (20%)
59 | FUA | CY | 701 | - [40,40,40| 1.69 | 8 (20%) | 64,64,64 | 1.51 | 10 (15%)
60 | GDP CYy | 702 | 61 |30,30,30| 1.54 | 6 (20%) | 45,4747 | 1.81 9 (20%)

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

component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
59 | FUA AY 701 - - 0/18/92/92 | 0/4/4/4
60 | GDP AY 702 61 - 0/16/32/32 | 0/3/3/3
59 | FUA CY 701 - - 0/18/92/92 | 0/4/4/4
60 | GDP CY 702 61 - 0/16/32/32 | 0/3/3/3

The worst 5 of 28 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
60 AY 702 | GDP | C5-N7 | -4.74 1.32 1.38
59 AY 701 | FUA | C29-C22 | 4.52 1.53 1.47

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
29 CY 701 | FUA | C23-C22 | -4.34 1.39 1.51
29 CY 701 | FUA | C29-C22 | 4.23 1.53 1.47
29 AY 701 | FUA | C23-C22 | -4.22 1.39 1.51

The worst 5 of 38 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
60 AY 702 | GDP C6-CH-N7 -11.74 132.56 134.14
60 AY 702 | GDP C2-N3-C4 5.13 121.45 115.30
60 CY 702 | GDP C6-CH-N7 -5.12 133.45 134.14
59 AY 701 | FUA | C23-C22-C17 | -5.05 117.04 123.78
60 AY 702 | GDP C5-C4-N3 -5.03 120.28 126.07

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.
5.8 Polymer linkage issues
The following chains have linkage breaks:

Mol | Chain | Number of breaks
9 Al 2
9 CI 2
42 DG 1
42 BG 1
23 CW 1
38 BC 1

The worst 5 of 8 chain breaks are listed below:
Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 BG 112:PRO C 113:ARG N 3.28
1 DG 112:PRO C 113:ARG N 3.21
1 CI 53:VAL C 54:ASP N 3.01

Continued on next page...
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Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 Al 53:VAL C 54:ASP N 3.00
1 CI 104:ARG C 105:ASP N 2.58
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
1 AA | 1504/1522 (98%) 0.07 | 36 (2%) 56 35 | 34,72, 165, 200 0
1 CA | 1504/1522 (98%) -0.06 30 (1%) 62 39 | 43,89, 174, 200 0
2 AB 235,/256 (91%) -0.13 40, 82, 172, 191 0
2 CB 235/256 (91%) -0.01 53, 102, 164, 194 0
3 AC 207/239 (86%) -0.25 23, 69, 122, 174 0
3 CC 207/239 (86%) -0.15 45, 93, 143, 190 0
4 | AD 208/209 (99%) 0.01 46, 95, 144, 166 0
4 CD 208,209 (99%) 0.04 48, 107, 157, 188 0
5 AE 151/162 (93%) -0.19 2 (1%) | 74 50 27, 62, 107, 187 0
5 CE 151/162 (93%) -0.07 1 (0%) ! 66 45, 76, 117, 200 0
6 AF 101/101 (100%) -0.18 0] 100 | 100 44, 85, 125, 174 0
6 CF 101/101 (100%) 0.14 1(0%) 79! 57 | 72,115, 152, 183 0
7 | AG 155/156 (99%) -0.15 36, 80, 126, 182 0
7 | CG 155/156 (99%) -0.01 63, 108, 150, 193 0
8 AH 138,/138 (100%) -0.21 35, 65, 111, 136 0
8 CH 138,138 (100%) -0.14 45,79, 117, 147 0
9 Al 127/128 (99%) 0.04 41, 79, 135, 157 0
9 CI 127/128 (99%) 0.15 68, 111, 151, 175 0
10 | AJ 99/105 (94%) 0.22 33, 87, 180, 193 0
10 | CJ 99/105 (94%) 0.37 60, 127, 179, 190 0
11 | AK 119/129 (92%) -0.01 27, 62, 109, 171 0
11 | CK 119/129 (92%) 0.12 48, 89, 126, 181 0
12 | AL 125/132 (94%) -0.09 37, 76, 118, 180 0
12 | CL 125/132 (94%) 0.09 42, 82, 124, 200 0

Continued on next page...
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Mol [ Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [Q<0.9
13 | AM 125/126 (99%) 0.21 5(4%) 36 23 52, 98, 165, 200 0
13 | CM 125/126 (99%) 0.32 7 (5%) 24 15| | 63,126, 171, 200 0
14 | AN 60/61 (98%) -0.11 0 f 100 ] 100 35, 62, 103, 131 0
14 | CN 60/61 (98%) 0.02 1 (1%) 67 44 58, 91, 127, 146 0
15 | AO 88/89 (98%) -0.14 27, 71, 116, 144 0
15 | CO 88/89 (98%) -0.04 31, 82, 119, 141 0
16 | AP 84/88 (95%) 0.12 36, 85, 130, 160 0
16 CP 84/88 (95%) 0.22 58, 95, 126, 166 0
17 | AQ 100/105 (95%) -0.07 40, 78, 112, 139 0
17 | CQ 100/105 (95%) 0.04 60, 84, 120, 147 0
18 | AR 70/88 (79%) -0.08 1(1%) 72 48 38, 72, 119, 167 0
18 | CR 70/88 (79%) -0.02 1(1%) 72 48 60, 95, 142, 167 0
19 AS 79/93 (84%) 0.08 1 (1%) 74 50 63, 95, 174, 182 0
19 CS 79/93 (84%) 0.37 2 (2%) 54 34 | 74,117,181, 199 0
20 AT 99/106 (93%) 0.25 0 | 55, 95, 147, 176 0
20 | CT 99/106 (93%) 0.20 0 72, 103, 153, 173 0
21 | AU 25/27 (92%) 0.38 1(4%) 36 23 33, 84, 132, 167 0
21 | Cu 25/27 (92%) 0.80 3 (12%) 77,115, 145, 164 | 0
22 AV 76/76 (100%) -0.05 1(1%) 74 50 51, 94, 154, 200 0
22 CV 76/76 (100%) -0.03 2 (2%) 53 33 | 67,107, 165, 200 0
23 | AW 77)77 (100%) 0.72 97, 182, 200, 200 0
23 | CW 77)77 (100%) 0.79 97, 190, 200, 200 0
24 | AX 12/25 (48%) 2.69 52, 114, 167, 193 0
24 | CX 12/25 (48%) 2.18 52, 114, 172, 193 0
25 AY 667/691 (96%) 0.61 71, 142, 179, 200 0
25 CY 667/691 (96%) 0.72 5 84, 151, 186, 200 0
26 B0 84/85 (98%) 0.32 3 ( 61, 87, 134, 191 0
26 DO 84/85 (98%) 0.77 5(5%) 121 |15 78,109, 144, 172 0
27 B1 94/98 (95%) 0.10 0 J100] 100 50, 88, 142, 151 0
27 D1 94/98 (95%) 0.31 2 (2%) 60 38 59, 99, 153, 181 0
28 B2 71/72 (98%) 0.22 2 (2%) 50 31 79, 127, 176, 194 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 D2 71/72 (98%) 0.31 2 (2%) 50 31 82, 134, 172, 186 0
29 B3 60/60 (100%) 0.57 4 (6%) 171113 55, 95, 148, 180 0
29 D3 60/60 (100%) 0.59 1 (1%) 67 44 61, 105, 145, 174 0
30 B4 58/71 (81%) 0.44 3(5%) 26 |17 90, 141, 200, 200 0
30 D4 58/71 (81%) 0.50 4 (6%) 171112 106, 166, 200, 200 0
31 B5 59/60 (98%) 0.19 3 (%) 27 |17 46, 96, 175, 192 0
31 D5 59/60 (98%) 0.30 3(5%) 27 |17 50, 104, 167, 200 0
32 | B6 50/54 (92%) 0.48 0 55,97, 142,173 | 0
32 D6 50/54 (92%) 0.54 1 (2%) 62 39 71, 111, 153, 178 0
33 B7 49/49 (100%) 0.27 1 (2%) 62 39 51, 79, 117, 200 0
33 | D7 49/49 (100%) 0.21 o [ioo] [100] | 64, o1, 127, 166 0
34 B8 64/65 (98%) 0.15 2 (3%) 47 29 51, 81, 124, 148 0
34 D8 64/65 (98%) 0.26 1 (1%) 68 45 67, 104, 137, 168 0
35 B9 37/37 (100%) 0.24 1 (2%) 52 32 66, 89, 127, 141 0
35 D9 37/37 (100%) 0.40 2 (5%) 25 |16 65, 91, 151, 187 0
36 BA 2901/2915 (99%) -0.01 56 (1%) 64 41 36, 88, 184, 200 0
36 DA 2901/2915 (99%) 0.01 56 (1%) 64 41 42, 102, 186, 200 0
37 BB 119/122 (97%) -0.28 1 (0%) 83 63 68, 101, 129, 160 0
37 DB 119/122 (97%) -0.21 0 J 100 ] 100 83, 126, 154, 189 0
38 BC 228/229 (99%) 0.13 3(1%) 74 50 44, 101, 163, 195 0
38 DC 228/229 (99%) 0.38 6 (2%) 53 33 66, 125, 187, 199 0
39 BD 275/276 (99%) -0.12 1 (0%) J90f 78 31, 64, 106, 155 0
39 DD 275/276 (99%) -0.08 1 (0%) f90) 78 40, 74, 115, 163 0
40 BE 205/206 (99%) 0.12 2 (0%) 79, 57 37, 88, 146, 184 0
40 DE 205/206 (99%) 0.18 4 (1%) 62 39 50, 97, 157, 200 0
41 BF 208/210 (99%) 0.17 3(1%) 72 48 53, 111, 183, 200 0
41 DF 208/210 (99%) 0.33 7 (3%) 43 27 58, 131, 186, 200 0
42 BG 181/182 (99%) -0.01 4 (2%) 59 37 51, 99, 144, 194 0
42 DG 181/182 (99%) 0.15 4 (2%) 59 37 67, 122, 168, 192 0
43 BH 167/180 (92%) 0.57 7 (4%) 35 22 87, 131, 174, 185 0
43 DH 167/180 (92%) 0.48 2 (1%) 75 52 76, 133, 175, 185 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 BJ 0/173 - - - -
44 DJ 0/173 - - - -
45 BN 139/140 (99%) 0.06 04100 I 100 60, 99, 148, 177 0
45 DN 139/140 (99%) 0.15 2 (1%) 72 48 64, 108, 162, 176 0
46 BO 122/122 (100%) -0.01 34, 72, 107, 128 0
46 DO 122/122 (100%) 0.01 40, 79, 108, 156 0
47 BP 146/150 (97%) 0.39 48, 104, 158, 195 0
47 DP 146/150 (97%) 0.60 52, 127, 173, 195 0
48 BQ 141/141 (100%) -0.03 39, 77,122, 173 0
48 DQ 141/141 (100%) -0.01 52, 86, 127, 185 0
49 BR 117/118 (99%) 0.08 36, 89, 128, 177 0
49 DR 117/118 (99%) 0.15 46, 95, 135, 181 0
50 BS 99/112 (88%) 0.14 1 (1%) 179 57 53, 109, 156, 191 0
50 DS 99/112 (88%) 0.48 2 (2%) 62 39 51, 121, 164, 192 0
51 BT 138/146 (94%) 0.06 3(2%) 59 37 53, 95, 168, 200 0
51 DT 138/146 (94%) 0.03 4 (2%) 49 31 56, 103, 172, 200 0
52 BU 117/118 (99%) -0.05 1(0%) 81 61 55, 91, 138, 200 0
52 DU 117/118 (99%) 0.02 1(0%) 81 61 66, 104, 147, 191 0
53 BV 101/101 (100%) 0.24 1(0%) 179 57 43, 112, 158, 177 0
53 DV 101/101 (100%) 0.46 4 (3%) 36 23 64, 126, 171, 193 0
54 BW 113/113 (100%) 0.19 04100 I 56, 95, 150, 195 0
54 DW 113/113 (100%) 0.41 3(2%) 52 32 73, 106, 158, 194 0
55 BX 93/96 (96%) 0.23 1 (1%) | 77 54 61, 101, 133, 176 0
%) DX 93/96 (96%) 0.17 1 (1%) 77 54 63, 111, 141, 154 0
56 BY 107/110 (97%) 0.73 6 (5%) 93, 138, 178, 187 0
56 DY 107/110 (97%) 1.08 87, 147, 182, 200 0
57 BZ 185/206 (89%) 0.20 50, 108, 163, 190 0
o7 DZ 185/206 (89%) 0.30 54, 122,170, 199 0
All All 22518/23492 (95%) 0.11 506 (2%) 59 37 23, 98, 175, 200 0

The worst 5 of 506 RSRZ outliers are listed below:
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Mol | Chain | Res | Type | RSRZ
23 CW 17 C 12.0
1 AA 89 C 11.6
23 AW 17 C 11.3
36 DA 654(E) G 11.0
36 BA 654(D) G 10.3

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

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
23 | BMU AW 54 21/22 | 0.27 - 200,200,200,200 0
23 | 5MU CW o4 21/22 | 0.14 - 200,200,200,200 0

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
50 | FUA | AY | 701 | 37/37 | 0.62 - 08,102,110,111 0
58 ZN D9 1000 1/1 0.09 - 123,123,123,123 0
61 MG CcY 703 1/1 0.23 - 46,46,46,46 0
58 | ZN | AN | 101 | 1/1 | 0.23 - 84.84.84.84 0
o8 ZN CD 301 1/1 0.23 - 69,69,69,69 0
59 | FUA CY 701 | 37/37 | 0.62 - 102,104,107,109 0
58 ZN D4 1000 1/1 0.14 - 200,200,200,200 0
58 ZN AD 301 1/1 0.30 - 78,78,78,78 0
58 ZN CN 101 1/1 0.14 - 86,86,86,86 0
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
58 ZN B4 101 1/1 0.07 - 172,172,172,172 0
61 MG AY 703 1/1 0.31 - 95,55,55,55 0
60 | GDP CY 702 | 28/28 | 0.17 - 96,102,109,110 0
o8 ZN B9 101 1/1 0.10 - 93,93,93,93 0
60 | GDP AY 702 | 28/28 | 0.23 - 93,97,99,99 0

6.5 Other polymers (i)

There are no such residues in this entry.
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