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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.15 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.

Ramachandran outliers

Metric
Rfree IR
Clashscore IR

Sidechain outliers NN

RSRZ outliers I
RNA backbone IR

Worse

[
[

Percentile Ranks

0 Percentile relative to all X-ray structures

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

Value
| o o.252
I 19
I 1.8%
I 6.9%
I 5.4%
I (.42

Better

Metric Whole archive Similar resolution

(#Entries) (#Entries, resolution range(A))

R ree 01344 1112 (3.20-3.12)

Clashscore 102246 1249 (3.20-3.12)

Ramachandran outliers 100387 1222 (3.20-3.12)

Sidechain outliers 100360 1221 (3.20-3.12)

RSRZ outliers 91569 1117 (3.20-3.12)

RNA backbone 2183 1046 (3.62-2.70)

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

Mol | Chain | Length Quality of chain
1 13 1522 36% 44% 16%
1 1G 1522 37% 45% 15%
2 12 256 = 34% 42% 5% - 18%
2 1E 256 = 40% 44% 6%  10%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
9%
3 22 239 A— 44% 37% 18%
5%
3 2E 239 - 49% 35% 14%
21%
I —— —
4 32 209 45% 49% .
0%
4 3E 209 — 57% 37% 5% «
7%
5 42 162 - 52% 36% 9%
8%
5 4E 162 50% 4% %
10%
6 52 101 62% 36% -
2%
6 5E 101 — 61% 37% -
3%
7 62 156 - 45% 42% 1%
20/0
7 6E 156 = 50% 44% -
5%
8 72 138 | = 5'7% s9% —
8%
8 7E 138 — 43% 54% L
20/0
9 82 128 u 35% 529 e 5%
9 SE 128 40% 56% e
°/o
10 1A 105 : 30% 38% 8% 24%
7%
10 11 105 — 41% 43% T
2%
11 2A 129 — 47% 36% T
12%
11 21 129 — 51% 33% e
23%
I — e —
12 3A 132 48% 39% 5% 8%
4%
12 31 132 50% 35% 5% .
8%
13 4A 126 41% 39% AT
20/0
13 41 126 48% 42% 5% 6%
21%
14 HA 61 46% 43% T
14 51 61 52% 39% B 7
3%
15 6A 89 . 53% 43% -
Continued on next page...
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Mol | Chain | Length Quality of chain
0/0
15 61 89 . 60% 37% o
0/0
16 TA 88 . 53% 35% % 5%
16 71 88 44% 47% e
5%
17 SA 105 54% 37% e
5%
17 &1 105 46% 43% 7% 5%
10%
18 9A 38 44% 30% 24%
25%
e —
18 91 88 44% 30% 23%
5%
19 AA 93 1% 19% 6% 33%
3%
19 Al 93 - 41% 4% 13%
20/0
20 BA 106 = 53% 36% . 7%
0/0
20 BI 106 . 42% 47% 8%
7%
21 1B 27 — 37% 41% 19%
21 1F 27 41% 44% 15%
1%
22 1K 76 22% 43% 22% 9%
25%
22 1L 76 30% 42% 20%
23 2K 7 53% 38% % .
23 2L 7 44% 38% 17%
7%
24 3K 76 13% 37% 45% 5%
7%
25 4K 27 26% 22% 22% 26%
7%
25 4L 27 22% 26% 19% 30%
o/o
26 14 2917 . 34% 43% 18%
26 1H 2917 30% 42% 21%
0/0
27 16 122 : 39% 37% 20%
27 1J 122 31% 45% 21%
9%
28 71 229 25% 329 42%

Continued on next page...
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Mol | Chain | Length Quality of chain
28 79 229 ?c::/o 12% 75%
29 11 276 % 51% 38% 8% -
29 19 276 = 53% 37% T -
30 21 206 = 45% 46% “6% -
30 29 206 == 42% 48% % o
31 31 210 = 51% 41% T
31 39 210 S 46% 44% 6% .
32 41 182 == 46% 48% N
26% -
32 49 182 51% 38% 8% - -
33 ol 180 = 57% 28% e - 5%
33 | 59 180 | me— o
34 61 148 & 46% 46% % -
34 | 69 gy | —— 5% &
35 15 140 S 58% 39% -
35 58 140 == 46% 44% “6% -
36 25 122 = 51% 46% A
36 68 122 = 64% 35% .
5%
37 35 150 43% 47% 7% e
37 78 150 = 44% 44% THo% -
21%
38 45 141 40% 48% o% -
38 88 141 = 52% 40% “6% -
39 5] 118 48% 46% “e%
39 98 118 = 46% 47% %
40 65 112 = 48% 43% 7% .
40 A8 112 = 45% 46% 7%
Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3%
41 75 146 | = — o e
0/0
41 BS 146 B 40% 47% T
4%
42 85 118 62% 31% % o
%
42 C8 118 63% 27% 6% ..
39%
- [ ——
43 95 101 43% 49% 5% .+ .
1%
43 D8 101 47% 45% %
20/0
44 A5 113 = 59% 37% o
4%
44 E8 113 - 56% 1% -
5%
45 B5 96 55% 36% 5%
3%
45 F8 96 - 49% 49% -
2%
46 Ch 110 32% 52% 10% - 5%
20/0
46 G8 110 = 49% 38% 5% 5%
26%
47 D5 206 31% 6% 36%
5%
47 HS8 206 42% 34% 5% - 17%
5%
48 E5 85 48% 39% e
°/O
48 18 85 : 52% 34% I T
7%
49 F5 98 59% 31% o .
5%
49 J8 98 63% 29% e
3%
50 GH 72 40% 43% B A e
°/°
50 K8 72 . 50% 39% 6% 6%
5%
51 H5 60 62% 28% e
3%
51 L8 60 - 62% 33% e
7%
52 M8 71 20% 37% 10% 34%
53 J5 60 57% 37% T
5%
53 N& 60 50% 25% 5% 20%

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

%

54 L5 49 = 69% 22% -
20/0

54 P8 49 - 49% 45% o
20/0

55 Mb 65 = 46% 45% 8% -

55 Q8 65 45% 45% 6% e
%

56 3L 76 % 46% 36% T

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG 13 1601 - - - X
57 MG 13 1602 - - - X
57 MG 13 1606 - - - X
57 MG 13 1607 - - - X
57 MG 13 1608 - - - X
57 MG 13 1610 - - - X
Y MG 13 1611 - - - X
57 MG 13 1616 - - - X
57 MG 13 1620 - - - X
57 MG 13 1623 - - - X
57 MG 13 1627 - - - X
57 MG 13 1634 - - - X
a7 MG 13 1642 - - - X
a7 MG 13 1644 - - - X
57 MG 13 1645 - - - X
57 MG 13 1646 - - - X
57 MG 13 1650 - - - X
57 MG 13 1651 - - - X
57 MG 13 1654 - - - X
57 MG 13 1668 - - - X
57 MG 13 1669 - - - X
57 MG 13 1671 - - - X
57 MG 13 1677 - - - X
57 MG 13 1678 - - - X
57 MG 13 1680 - - - X
57 MG 13 1683 - - - X
57 MG 13 1684 - - - X
57 MG 13 1687 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG 14 3007 - - - X
57 MG 14 3017 - - - X
57 MG 14 3018 - - - X
57 MG 14 3019 - - - X
o7 MG 14 3024 - - - X
o7 MG 14 3028 - - - X
o7 MG 14 3030 - - - X
57 MG 14 3035 - - - X
57 MG 14 3037 - - - X
57 MG 14 3041 - - - X
57 MG 14 3042 - - - X
57 MG 14 3046 - - - X
o7 MG 14 3047 - - - X
o7 MG 14 3049 - - - X
57 MG 14 3050 - - - X
57 MG 14 3061 - - - X
57 MG 14 3064 - - - X
57 MG 14 3068 - - - X
57 MG 14 3071 - - - X
o7 MG 14 3073 - - - X
57 MG 14 3074 - - - X
57 MG 14 3078 - - - X
57 MG 14 3080 - - - X
57 MG 14 3082 - - - X
57 MG 14 3083 - - - X
57 MG 14 3088 - - - X
o7 MG 14 3092 - - - X
57 MG 14 3097 - - - X
57 MG 14 3098 - - - X
57 MG 14 3105 - - - X
57 MG 14 3109 - - - X
57 MG 14 3111 - - - X
o7 MG 14 3119 - - - X
o7 MG 14 3120 - - - X
57 MG 14 3123 - - - X
57 MG 14 3136 - - - X
57 MG 14 3137 - - - X
57 MG 14 3139 - - - X
57 MG 14 3143 - - - X
o7 MG 14 3144 - - - X
o7 MG 14 3150 - - - X
57 MG 14 3166 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG 14 3167 - - - X
57 MG 14 3168 - - - X
57 MG 14 3170 - - - X
57 MG 14 3172 - - - X
o7 MG 14 3174 - - - X
o7 MG 14 3175 - - - X
o7 MG 14 3186 - - - X
57 MG 14 3191 - - - X
57 MG 14 3205 - - - X
57 MG 14 3212 - - - X
57 MG 14 3219 - - - X
57 MG 14 3222 - - - X
o7 MG 14 3223 - - - X
o7 MG 14 3229 - - - X
57 MG 14 3231 - - - X
57 MG 14 3238 - - - X
57 MG 14 3243 - - - X
57 MG 14 3254 - - - X
57 MG 14 3259 - - - X
o7 MG 14 3260 - - - X
57 MG 14 3268 - - - X
57 MG 16 201 - - - X
57 MG 16 205 - - - X
57 MG 1G 1602 - - - X
57 MG 1G 1604 - - - X
57 MG 1G 1607 - - - X
o7 MG 1G 1609 - - - X
57 MG 1G 1611 - - - X
57 MG 1G 1613 - - - X
57 MG 1G 1614 - - - X
57 MG 1G 1615 - - - X
57 MG 1G 1621 - - - X
o7 MG 1G 1625 - - - X
o7 MG 1G 1636 - - - X
57 MG 1G 1640 - - - X
57 MG 1G 1644 - - - X
57 MG 1G 1645 - - - X
57 MG 1G 1647 - - - X
57 MG 1G 1650 - - - X
o7 MG 1H 3004 - - - X
o7 MG 1H 3005 - - - X
57 MG 1H 3008 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG 1H 3009 - - - X
57 MG 1H 3014 - - - X
57 MG 1H 3018 - - - X
57 MG 1H 3024 - - - X
o7 MG 1H 3025 - - - X
o7 MG 1H 3029 - - - X
o7 MG 1H 3035 - - - X
57 MG 1H 3036 - - - X
57 MG 1H 3038 - - - X
57 MG 1H 3041 - - - X
57 MG 1H 3043 - - - X
57 MG 1H 3045 - - - X
o7 MG 1H 3050 - - - X
o7 MG 1H 3053 - - - X
57 MG 1H 3054 - - - X
57 MG 1H 3056 - - - X
57 MG 1H 3057 - - - X
57 MG 1H 3061 - - - X
57 MG 1H 3064 - - - X
o7 MG 1H 3066 - - - X
57 MG 1H 3067 - - - X
57 MG 1H 3070 - - - X
57 MG 1H 3074 - - - X
57 MG 1H 3078 - - - X
57 MG 1H 3079 - - - X
57 MG 1H 3082 - - - X
o7 MG 1H 3088 - - - X
57 MG 1H 3090 - - - X
57 MG 1H 3091 - - - X
57 MG 1H 3098 - - - X
57 MG 1H 3101 - - - X
57 MG 1H 3105 - - - X
o7 MG 1H 3107 - - - X
o7 MG 1H 3109 - - - X
57 MG 1H 3115 - - - X
57 MG 1H 3116 - - - X
57 MG 1H 3120 - - - X
57 MG 1H 3123 - - - X
57 MG 1H 3124 - - - X
o7 MG 1H 3128 - - - X
o7 MG 1H 3135 - - - X
57 MG 1H 3139 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG 1H 3146 - - - X
57 MG 1H 3153 - - - X
57 MG 1H 3154 - - - X
57 MG 1H 3162 - - - X
o7 MG 1H 3164 - - - X
o7 MG 1H 3173 - - - X
o7 MG 1H 3174 - - - X
57 MG 1H 3179 - - - X
57 MG 1H 3180 - - - X
57 MG 1H 3206 - - - X
57 MG 1H 3221 - - - X
57 MG 1H 3230 - - - X
o7 MG 1H 3232 - - - X
o7 MG 1H 3240 - - - X
57 MG 1H 3247 - - - X
57 MG 1H 3249 - - - X
57 MG 1H 3259 - - - X
57 MG 1H 3267 - - - X
57 MG 1H 3268 - - - X
o7 MG 1H 3286 - - - X
57 MG 1H 3287 - - - X
57 MG 1H 3290 - - - X
57 MG 1H 3375 - - - X
57 MG 1H 3465 - - - X
57 MG 1J 201 - - - X
57 MG 29 301 - - - X
o7 MG 2K 103 - - - X
57 MG 2L 101 - - - X
59 Sk4 32 301 - - X -




Page 12

Full wwPDB X-ray Structure Validation Report

SEL7

2  Entry composition (i)

There are 61 unique types of molecules in this entry. The entry contains 296184 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

atoms.

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 13 1496 32157 14313 5960 10388 1496 0 0 0
Total C N O P
1 1G 1506 32368 14408 5999 10456 1505 0 0 0
There are 6 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
13 1542 G - expression tag | GB 55771382
13 1543 C - expression tag | GB 55771382
13 1544 U - expression tag | GB 55771382
1G 1542 G - expression tag | GB 55771382
1G 1543 C - expression tag | GB 55771382
1G 1544 U - expression tag | GB 55771382
e Molecule 2 is a protein called 30S ribosomal protein S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 Lk 231 1874 1199 334 336 5 0 0 0
Total C N O S
2 12 210 1721 1100 309 308 4 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 2K 200 1605 1011 313 280 1 0 0 0
Total C N O S
s 22 196 1541 975 298 267 1 0 0 0

e Molecule 4 is a protein called 30S ribosomal protein S4.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 3k 207 1;2;%1 10058 31§6 2(;9 5 0 0 0
4 32 208 ?%Zl 1()(236 31?\}9 280 5 0 0 0
e Molecule 5 is a protein called 30S ribosomal protein S5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
g 4% 149 ??TQI 7(232 211]6 2(30 i 0 0 0
g 42 148 ??gzl 7(138 211]5 1(37 ZSL 0 0 0
e Molecule 6 is a protein called 308 ribosomal protein S6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o om0 )l s e s | 0 | 0|0
6 02 1ot 1;%04?1 5(?31 115\)15 1?3 g 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
7 6k 154 ?ggl 7?0 215\)10 2(1)6 2 0 0 0
7 62 139 r{(1)t15§)1 6(932 2212 1(;5 2 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
8 | TE 135 0% 05 215 100 3 0 : 0
R R R T N L L I
e Molecule 9 is a protein called 30S ribosomal protein S9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
) 8k 126 ng?)l 6?’)]4 1156 1(7)O 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

) 82 121 T905t§ 1 6%]5 11;;6 1((?2 0 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
10 1 o 1;);2 1 4?9 114\1]4 1(;0 ? 0 0 0
10 1A 80 1;30;2 1 4%3 11;9 1?4 0 0 0

e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
wooa | om e s s | 0 | 0|
1 24 13 1;%0;; 1 5(230 1?6 1(5?6 2 0 0 0

e Molecule 12 is a protein called 30S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 3l 122 1;)0;2 1 6(033 11;3 1?9 ? 0 0 0
12 34 122 1;)0;2 1 6(033 11;3 1?9 ? 0 0 0

e Molecule 13 is a protein called 30S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
T R A R R
13 4A = EOJ; 1 5%}2 11§3 1(5?6 g 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14 type Z.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 ol 60 T409t1al 3?2 112)14 ?1 :SL 0 0 0
14 oA o9 T408t6a 1 3%9 11813 % :Sl 0 0 0
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e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 6l 87 T702t9al 4?7 1126 1(2)4 2 0 0
INENE TR
e Molecule 16 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
R T L
16 A 84 T;()t? l 45136 1120 1(1)8 ? 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
st |0l s s 2 | 0|
17 84 9 1;%0;; 1 538 1211 1(22 3 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 ol 08 1:’)0481 3(;2 1155 902 0 0 0
s ] ooa | oo | O g e | 0 0 |0
e Molecule 19 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Al s e s | 0|
| an | e | s s | 0|0

e Molecule 20 is a protein called 30S ribosomal protein S20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 BI 97 746 461 157 126 2 0 0 0
Total C N O S
20 BA %9 762 470 162 128 2 0 0 0
e Molecule 21 is a protein called 30S ribosomal protein Thx.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 1F 23 199 122 48 29 0 0 0
Total C N O
21 1B 22 188 116 44 28 0 0 0
e Molecule 22 is a RNA chain called tRNALys.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P S
22 1K 69 1477 662 257 488 69 1 0 0 0
Total C N O P S
22 1L 3 1563 700 271 518 73 1 0 0 0
e Molecule 23 is a RNA chain called E. coli tRNAfMet.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P S
23 2K v 1646 735 298 535 77 1 0 0 0
Total C N O P S
23 2L v 1646 735 298 535 77 1 0 0 0
e Molecule 24 is a RNA chain called tRNALys.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
24 3K 76 1611 721 281 534 75 0 0 0
e Molecule 25 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 4K 20 439 197 91 131 20 0 0 0
Total C N O P
25 4L 19 417 187 86 125 19 0 0 0
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e Molecule 26 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
26 H 2833 61028 27159 11418 19618 2833 0 0 0
Total C N 0O P
26 14 2861 61630 27429 11535 19806 2860 0 0 0

There are 14 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
1H 161 U UNK conflict GB 55771382
1H 654A A G conflict GB 55771382
1H 654E C G conflict GB 55771382
1H 654P G C conflict GB 55771382
1H 654T A C conflict GB 55771382
1H 1058 U G conflict GB 55771382
1H 1080 A C conflict GB 55771382
14 158 U UNK conflict GB 55771382
14 654A A G conflict GB 55771382
14 654E C G conflict GB 55771382
14 654P G C conflict GB 55771382
14 654T A C conflict GB 55771382
14 1058 U G conflict GB 55771382
14 1080 A C conflict GB 55771382

e Molecule 27 is a RNA chain called 5S rRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 16 122 g(f)itla%l 11066 42]6 824 1P2)1 0 0 0
27 L 122 g(f)itla%l 11066 42]6 824 1P2)1 0 0 0

e Molecule 28 is a protein called 50S ribosomal protein L1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s [n | om [T ST
28 | 79 57 ng‘l 2;33 {i 5?2 0 0 0

e Molecule 29 is a protein called 50S ribosomal protein L2.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 1 273 rgit;)l 13(;%8 41;1 3(5)8 2 0 0 0
29 19 274 g(‘it;)l 13(311 41;2 3C5)9 2 0 0 0

e Molecule 30 is a protein called 50S ribosomal protein L3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 21 203 ?ggaél 9(55 21;918 2(6?9 g 0 0 0
30 29 204 ?ggl 9(;8 212\;9 2(7)0 g 0 0 0

e Molecule 31 is a protein called 50S ribosomal protein L4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 31 202 ?gggl 10(11 215\;7 2?5 2 0 0 0
31 39 204 ?2821 10(;2 215\;9 2(?9 g 0 0 0

e Molecule 32 is a protein called 50S ribosomal protein L5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 H 179 ?Zga%l 951 2125 2%)7 ZSI 0 0 0
32 49 179 TZE’)ZI 9§1 2126 2(5?7 ZSI 0 0 0

e Molecule 33 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 ol 17 ?gtlaél 852 214\1]6 2(??3 ? 0 0 0
33 o9 & T507t ; 1 3?9 11217 5?7 0 0 0

e Molecule 34 is a protein called 50S ribosomal protein L.9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

34 01 146 ?({t;él 7(2]6 21§1 2(38 ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

34 69 145 T(l)gail 7(2]3 21§0 2(37 ? 0 0 0
e Molecule 35 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 o8 138 1;2811 7?2 21§6 1(532 ASL 0 0 0
35 19 138 1;2811 7?2 21§6 1(532 ASL 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o ) o || g oo g | 0 | 0|0
o | B | e s oo a | 0| 00

e Molecule 37 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 s 147 llj(it;;1 6(938 2159 182 g 0 0 0
37 35 147 ?it;zd 6(938 2159 182 g 0 0 0

e Molecule 38 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 88 141 ?(itla?;l 7%9 211]0 1;)7 2 0 0 0
38 45 138 r{gg;l 7%)32 2158 1(;3 2 0 0 0

e Molecule 39 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s S| o gr s 130 1 0 0 0
39 o 118 T9O6t7al 6%4 21813 1%)9 ? 0 0 0
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e Molecule 40 is a protein called 50S ribosomal protein 1.18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
40 A8 = T807t5a 1 5?0 11;16 1(29 0 0 0
40 05 110 T807t6a 1 5?3 11;15 1(28 0 0 0

e Molecule 41 is a protein called 50S ribosomal protein 1.19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
H B8 133 T(l)gaél 65()]1 21;8 1(529 ? 0 0 0
H [E 133 T(l)gaél 65()]1 21;8 1(529 ? 0 0 0

e Molecule 42 is a protein called 50S ribosomal protein L20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L R L A
IR F Y TR

e Molecule 43 is a protein called 50S ribosomal protein L21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 b8 100 T7O7tj 1 4(;9 114\1]1 1(??3 ? 0 0 0
13 95 100 T7O7tj 1 4(939 114\1]1 1(??3 ? 0 0 0

e Molecule 44 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
44 k8 12 1;%09t(? 1 5(630 11;15 1?3 g 0 0 0
| a5 | e s | 0| 0|0

e Molecule 45 is a protein called 50S ribosomal protein L23.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
45 K8 % 743 482 134 126 1 0 0 0
Total C N O
45 B5 i 735 477 133 125 0 0 0
e Molecule 46 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 G8 109 796 513 150 128 5 0 0 0
Total C N O S
46 5 104 794 510 152 127 5 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47| H8 I 1373 876 247 247 3 0 0 0
Total C N O S
47 D5 132 1074 691 193 188 2 0 0 0
e Molecule 48 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 18 76 606 376 128 101 1 0 0 0
Total C N O S
48 ES v 608 375 129 103 1 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
49 )8 o4 737 463 146 127 1 0 0 0
Total C N O S
49 S o4 737 463 146 127 1 0 0 0
e Molecule 50 is a protein called 50S ribosomal protein 1.29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 K8 68 568 352 115 100 1 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 G5 66 558 346 113 98 1 0 0 0
e Molecule 51 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o1 L8 o8 459 293 &9 77 0 0 0
Total C N O
o1 H5 o8 459 293 &9 77 0 0 0
e Molecule 52 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
02 M8 47 366 234 61 66 5 0 0 0
e Molecule 53 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o3 N8 48 369 229 75 60 b 0 0 0
Total C N O S
53 1 5 o6 434 272 8T 0 5 0 0 0
e Molecule 54 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
54 P8 47 401 246 99 bH4 2 0 0 0
Total C N O S
b4 L5 47 401 246 99 bH4 2 0 0 0
e Molecule 55 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
55 Q8 64 516 331 102 81 2 0 0 0
Total C N O S
55 | M5 64 516 331 102 81 2 0 0 0

e Molecule 56 is a RNA chain called tRNALys.
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Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O P
o0 3L [ 1601 717 280 530 74 0 0 0

e Molecule 57 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

57 45 3 , 3 0 0

57 P8 1 Total = Mg 0 0
1 1

57 85 1 Total = Mg 0 0
1 1

57 C5 1 Total - Mg 0 0
1 1
Total Mg

57 13 150 5o 1 0 0
Total Mg

57 1] 6 ) ; 0 0

57 51 1 Total - Mg 0 0
1 1

57 35 9 Total = Mg 0 0
9 9

57 BI 1 Total - Mg 0 0
1 1
Total Mg

57 16 12 SR 0 0

57 | M5 1 Toltal l\qg 0 0
Total Mg

57 21 3 ) 5 0 0

57 | 31 1 Total - Mg 0 0
1 1

57 Q8 1 Toltal l\qg 0 0

57 | L8 1 Total - Mg 0 0
1 1

57 | 3l 1 Total - Mg 0 0
1 1

57 | I8 1 Total - Mg 0 0
1 1

57 | 5B 1 Total - Mg 0 0
1 1
Total Mg

57 29 4 P 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

57 | 7A 1 Tofal l\ﬁg 0 0

57 | oK 3 Total - Mg 0 0
3 3

57 39 9 Total - Mg 0 0
9 9
Total Mg

57 1G 93 o5 o3 0 0
Total Mg

57 11 3 . 3 0 0
Total Mg

57 1H 502 5 509 0 0

57 | Es 1 Total - Mg 0 0
1 1

57 88 1 Total - Mg 0 0
1 1

57 11 1 Total - Mg 0 0
1 1
Total Mg

57 14 454 5L A5 0 0

57 78 1 Total - Mg 0 0
1 1

57 55 1 Total - Mg 0 0
1 1
Total Mg

57 41 9 ) ) 0 0
Total Mg

57 9L 4 PR 0 0

e Molecule 58 is PAROMOMYCIN (three-letter code: PAR) (formula: CosHy5N5014).
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Hur':fL1 i -
| .L!___ “om
" ',g S -
0\?'.'? ’ ﬁ :
.*.'.-N/. . OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
58 13 1 49 93 5 14 0 0
Total C N O
58 1G 1 49 93 5 14 0 0

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

SF4

S3 FE1

Fe

FE4
Fa:EQF o 2
S4
Fe
51 FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
59 3E 1 3 14 0 0
Total Fe S
59 32 1 3 14 0 0
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e Molecule 60 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | C5 1 Total - Zn 0 0
1 1
60 5A 1 Total Zn 0 0
1 1
60 as 1 Total Zn 0 0
1 1
60 51 1 Total Zn 0 0
1 1
e Molecule 61 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
61 13 319 319 319 0 0
Total O
61 3E 3 2 3 0 0
Total O
61 4E 3 3 3 0 0
61 SE 1 Total - O 0 0
1 1
61 11 1 Total - O 0 0
1 1
Total O
61 31 3 3 3 0 0
61 51 1 Total - O 0 0
1 1
Total O
61 61 2 5 5 0 0
Total O
61 81 2 5 5 0 0
Total O
61 BI 5 5 5 0 0
61 1F 1 Total O 0 0
1 1
61 1K 1 Total O 0 0
1 1
Total O
61 2K 7 . . 0 0
61 3K 1 Total O 0 0
1 1
Total O
61 4K 4 4 4 0 0

Continued on
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
61 | 1H 1158 ?{t;él 11058 0 0
61 16 26 T;gﬂ 2% 0 0
61 11 12 T(l);al 1% 0 0
61 21 6 Togal C6) 0 0
61 31 9 Togtal 8 0 0
61 58 1 Total O 0 0
11
61 78 6 Togal (6? 0 0
61 88 2 Toztal (2) 0 0
61 | C8 2 Toztal (2) 0 0
61 | E8 3 Tostal (; 0 0
61 | F8 2 Toztal (2) 0 0
61 | G8 2 Toztal (2) 0 0
61 18 5 TO;al (5) 0 0
61 J8 3 Tostal (; 0 0
61 | K8 2 Toztal (2) 0 0
61 | 1.8 2 Toztal (2) 0 0
61 | P8 1 Total O 0 0
11
61 | Q8 9 Togtal 8 0 0
61 | 1G 9296 1;0;21 2(2)6 0 0
61 39 3 Togtal (3) 0 0
61 49 1 Toltal (1) 0 0

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

61 3A 1 Total - O 0 0
1 1
Total O

61 6A 3 3 2 0 0

61 8A 1 Total - O 0 0
1 1
Total O

61 BA 3 3 2 0 0

61 9L, 1 Total - O 0 0
1 1
Total O

61 4L 3 3 3 0 0
Total O

61 14 1015 1015 1015 0 0
Total O

61 1J 18 18 18 0 0
Total O

61 19 12 19 19 0 0
Total O

61 29 6 6 6 0 0
Total O

61 39 8 g g 0 0
Total O

61 35 5 5 5 0 0

61 55 1 Total O 0 0
1 1

61 75 1 Total O 0 0
1 1
Total O

61 85 2 5 5 0 0
Total O

61 A5 2 5 5 0 0

61 B3 1 Total O 0 0
1 1
Total O

61 Ch 4 4 4 0 0
Total O

61 Hb5 3 3 3 0 0
Total O

61 L5 2 5 5 0 0
Total O

61 M5 10 10 10 0 0
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16%

44%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates

Full wwPDB X-ray Structure Validation Report

36%

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

outlier: green = 0, yellow
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

3 Residue-property plots (i)
e Molecule 1: 16S rRNA
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