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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 3.30 A.

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

Metric Percentile Ranks Value
Rfree I o — .24
Clashscore N | I 10
Ramachandran outliers D 6.5%
Sidechain outliers N 14.3%
RSRZ outliers I || W 5.9
RNA backbone IS I N 052
Worse Better
I Percentile relative to all X-ray structures
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 91344 2060 (3.40—3.20)
Clashscore 102246 1058 (3.38-3.22)
Ramachandran outliers 100387 1038 (3.38-3.22)
Sidechain outliers 100360 1037 (3.38-3.22)
RSRZ outliers 91569 2070 (3.40—3.20)
RNA backbone 2183 1005 (3.82—2.78)

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 QA 1522 = 56% 32% 10%
1 XA 1522 = 57% 34% 7% -
2 QB 256 = 52% 31% 8% - 8%
2 XB 256 = 50% 34% 8% 8%

Continued on next page...
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Mol | Chain | Length Quality of chain
3 QC 239 = 50% 31% Ve
3 XC 239 = 54% 29% e
4 QD 209 : 62% 30% % -
4 XD 209 = 65% 25% % -
5 QE 162 ./" 62% 28% 5% 5%
5 XE 162 = 67% 24% %
6 QF 101 = 71% 25% o
6 XF 101 : 63% 29% 8%
7 QG 156 = 69% 26% o
7 XG 156 == 69% 25% B
8 QH 138 67% 28% -
8 XH 138 65% 30% -
9 QI 128 e 44% 45% 2%
9 XI 128 = 55% 34% 0%
10 QJ 105 e 53% 32% % 6%
10 XJ 105 —— 39% 47% o 6%
11 QK 129 = 66% 22% 5% 6%
11 XK 129 = 69% 19% 5% 6%
12 QL 132 : 58% 28% 7% - 5%
12 XL 132 = 64% 21% % - 5%
13 QM 126 = 58% 20% “6% - 6%
13 XM 126 = 52% 30% o - 6%
14 QN 61 = 64% 31% -

5%

14 XN 61 67% 28% o
15 QO 89 74% 21% o

Continued on next page...
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Mol | Chain | Length Quality of chain
0/0
15 XO 89 : 73% 20% -
%
16 QP 88 = 66% 26% %
%
16 XP &8 73% 22% V5%
%
17 QQ 105 = 70% 22% %
0/0
17 XQ 105 . 68% 24% e
8%
18 QR 88 64% 14% 19%
5%
18 XR 88 47% 30% 5% 19%
4%
19 QS 93 30% 39% 19% 12%
%
19 XS 93 40% 33% 15% 12%
5%
20 QT 106 60% 25% e - 1%
20/0
20 XT 106 54% 33% A
28%
I — ——
21 QU 25 48% 40% 12%
6%
21 XU 25 I 44% 44% BT
3%
22 QV 7 73% 23% o
38%
1 —
22 QW 7 29% 49% 22%
3%
22 XV 77 78% 19% o
8%
=
22 XW 77 52% 39% 9%
5%
1 —
23 QX 20 35% 30% 25% 10%
35%
1 —
23 XX 20 25% 35% 30% 10%
7%
24 QY 118 — 52% 24% 22%
31%
e —
24 XY 118 52% 25% 22%
5%
25 RA 2916 60% 30% R T
5%
25 YA 2916 60% 31% 7% .
20/0
26 RB 124 - 65% 23% BT 7
%
26 YB 124 62% 26% BT A

Continued on next page...
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Mol | Chain | Length Quality of chain
27 RD 276 : 62% 30% 7% .
27 YD 276 62% 28% o -
28 RE 206 = 50% 36% BT A
28 YE 206 = 49% 40% BT
29 RF 210 = 59% 32% Te% -
29 YF 210 = 54% 35% o -
30 RG 182 = 61% 34% o
30 YG 182 = 56% 37% “6% -
25%
31 RH 180 44% 37% 1% = 6%
21%
31 YH 180 38% 41% 14% 6%
4%
32 RI 148 59% 29% 9%
32 Y1 148 = 59% 29% 10%
33 RN 140 75% 20% o
33 YN 140 69% 25% o
34 RO 122 63% 32% 5%
34 YO 122 71% 25% o
35 RP 150 = 43% 39% BT A
35 YP 150 = 43% 37% T He% 6%
36 RQ 141 2 63% 28% 7
36 YQ 141 : 57% 30% ow a.
37 RR 118 69% 24% “6% -
37 YR 118 69% 24% “6% -
38 RS 112 = 61% 32% 5% =
38 YS 112 = 54% 37% 8%
39 RT 146 = 52% 38% e

Continued on next page...
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Mol | Chain | Length Quality of chain
39 YT 146 = 55% 31% 8% - 6%
40 RU 118 = 68% 28% o
40 YU 118 = 69% 25% o
41 RV 101 = 40% 46% 0% 5%
41 YV 101 = 43% 42% 12%
42 RW 113 = 65% 31% o
42 YW 113 = 64% 28% 8%
43 RX 96 75% 18% T
43 YX 96 66% 26% T
5%
44 RY 110 35% 36% 15% 6% 7%
44 YY 110 = 32% 41% 18% . 7%
45 RZ 206 = 40% 32% 12% 15%
45 YZ 206 == 48% 32% 9% + 1%
46 RO 85 = 68% 27% T
46 YO0 85 = 56% 36% 5% -
47 R1 98 = 49% 39% o a.
47 Y1 98 = 57% 36% 5% o
48 R2 72 = 53% 29% e
48 Y2 72 : 61% 25% % e
49 R3 60 = 68% 23% 7% .
49 Y3 60 = 65% 30% o
25%
50 R4 71 44% 37% 18%
27%
50 Y4 71 32% 44% 21%
51 | R5 gy | — o o T
51 Y5 60 S 53% 33% 7% . 5%

Continued on next page...
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Mol | Chain | Length Quality of chain
35%

I —

52 R6 54 24% 37% 28% 1%

33%

I —

52 Y6 o4 24% 33% 28% 1%
%

53 R7 49 = 76% 18% 6%

8%

53 Y7 49 r— 63% 35%
5%

54 R8 65 - 40% 43% 12% ..
5%

54 Y8 65 - 49% 37% 9% v

70%

g —

55 R9 37 62% 32% 5%

70%

. | -

55 Y9 37 70% 27% .

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG QA | 1601 - - - X
56 MG QA | 1605 - - - X
56 MG QA | 1607 - - - X
56 MG QA | 1608 - - - X
56 MG QA | 1609 - - - X
56 MG QA | 1612 - - - X
56 MG QA | 1618 - - - X
56 MG QA | 1631 - - - X
56 MG QA | 1635 - - - X
56 MG QA | 1637 - - - X
56 MG QA | 1639 - - - X
56 MG QA | 1642 - - - X
56 MG QA | 1654 - - - X
56 MG QA | 1662 - - - X
56 MG QA | 1664 - - - X
56 MG QA | 1666 - - - X
56 MG QA | 1673 - - - X
56 MG QA | 1677 - - - X
56 MG QA | 1678 - - - X
56 MG QA | 1683 - - - X
56 MG QA | 1690 - - - X
56 MG QA | 1706 - - - X
56 MG QA | 1730 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG QA | 1732 - - - X
56 MG QV 104 - - - X
56 MG RA | 3001 - - - X
56 MG RA | 3003 - - - X
26 MG RA | 3006 - - - X
56 MG RA | 3011 - - - X
56 MG RA | 3012 - - - X
56 MG RA | 3013 - - - X
56 MG RA | 3014 - - - X
56 MG RA | 3017 - - - X
56 MG RA | 3018 - - - X
56 MG RA | 3019 - - - X
56 MG RA | 3021 - - - X
56 MG RA | 3025 - - - X
56 MG RA | 3026 - - - X
56 MG RA | 3027 - - - X
56 MG RA | 3031 - - - X
56 MG RA | 3032 - - - X
56 MG RA | 3033 - - - X
56 MG RA | 3034 - - - X
56 MG RA | 3038 - - - X
56 MG RA | 3042 - - - X
56 MG RA | 3044 - - - X
56 MG RA | 3046 - - - X
56 MG RA | 3047 - - - X
56 MG RA | 3049 - - - X
56 MG RA | 3052 - - - X
56 MG RA | 3054 - - - X
56 MG RA | 3055 - - - X
56 MG RA | 3056 - - - X
56 MG RA | 3060 - - - X
56 MG RA | 3062 - - - X
56 MG RA | 3064 - - - X
56 MG RA | 3065 - - - X
56 MG RA | 3066 - - - X
56 MG RA | 3070 - - - X
56 MG RA | 3071 - - - X
56 MG RA | 3072 - - - X
56 MG RA | 3073 - - - X
56 MG RA | 3078 - - - X
56 MG RA | 3079 - - - X
56 MG RA | 3080 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG RA | 3081 - - - X
56 MG RA | 3082 - - - X
56 MG RA | 3093 - - - X
56 MG RA | 3094 - - - X
26 MG RA | 3098 - - - X
56 MG RA | 3102 - - - X
56 MG RA | 3104 - - - X
56 MG RA | 3106 - - - X
56 MG RA | 3107 - - - X
56 MG RA | 3109 - - - X
56 MG RA | 3120 - - - X
56 MG RA | 3123 - - - X
56 MG RA | 3136 - - - X
56 MG RA | 3138 - - - X
56 MG RA | 3146 - - - X
56 MG RA | 3147 - - - X
56 MG RA | 3153 - - - X
56 MG RA | 3155 - - - X
56 MG RA | 3157 - - - X
56 MG RA | 3163 - - - X
56 MG RA | 3164 - - - X
56 MG RA | 3165 - - - X
56 MG RA | 3172 - - - X
56 MG RA | 3173 - - - X
56 MG RA | 3185 - - - X
56 MG RA | 3188 - - - X
56 MG RA | 3192 - - - X
56 MG RA | 3197 - - - X
56 MG RA | 3203 - - - X
56 MG RA | 3204 - - - X
56 MG RA | 3207 - - - X
56 MG RA | 3211 - - - X
56 MG RA | 3218 - - - X
56 MG RA | 3226 - - - X
56 MG RA | 3231 - - - X
56 MG RA | 3233 - - - X
56 MG RA | 3235 - - - X
56 MG RA | 3236 - - - X
56 MG RA | 3237 - - - X
56 MG RA | 3238 - - - X
56 MG RA | 3241 - - - X
56 MG RA | 3245 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG RA | 3261 - - - X
56 MG RA | 3272 - - - X
56 MG RA | 3276 - - - X
56 MG RA | 3280 - - - X
26 MG RA | 3292 - - - X
56 MG RA | 3293 - - - X
56 MG RA | 3296 - - - X
56 MG RA | 3303 - - - X
56 MG RA | 3314 - - - X
56 MG RA | 3329 - - - X
56 MG RA | 3331 - - - X
56 MG RA | 3334 - - - X
56 MG RA | 3338 - - - X
56 MG RA | 3352 - - - X
56 MG RA | 3357 - - - X
56 MG RA | 3358 - - - X
56 MG RA | 3364 - - - X
56 MG RA | 3365 - - - X
56 MG RA | 3373 - - - X
56 MG RA | 3389 - - - X
56 MG RA | 3392 - - - X
56 MG RA | 3393 - - - X
56 MG RA | 3400 - - - X
56 MG RD 302 - - - X
56 MG RQ 202 - - - X
56 MG RR 201 - - - X
56 MG RU 201 - - - X
56 MG XA 1601 - - - X
56 MG XA 1604 - - - X
56 MG XA 1605 - - - X
56 MG XA 1607 - - - X
56 MG XA 1611 - - - X
56 MG XA 1618 - - - X
56 MG XA 1625 - - - X
56 MG XA 1637 - - - X
56 MG XA 1639 - - - X
56 MG XA 1640 - - - X
56 MG XA 1644 - - - X
56 MG XA 1645 - - - X
56 MG XA 1653 - - - X
56 MG XA 1660 - - - X
56 MG XA 1665 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG XA 1668 - - - X
56 MG XA 1673 - - - X
56 MG XA 1685 - - - X
56 MG XA 1693 - - - X
26 MG XA 1696 - - - X
56 MG XA 1697 - - - X
56 MG XA 1710 - - - X
56 MG XA 1746 - - - X
56 MG XA 1751 - - - X
56 MG XA 1754 - - - X
56 MG XA 1759 - - - X
56 MG Y5 102 - - - X
56 MG YA 3003 - - - X
56 MG YA 3005 - - - X
56 MG YA 3006 - - - X
56 MG YA 3010 - - - X
56 MG YA 3011 - - - X
56 MG YA 3012 - - - X
56 MG YA 3013 - - - X
56 MG YA 3014 - - - X
56 MG YA 3017 - - - X
56 MG YA 3021 - - - X
56 MG YA 3024 - - - X
56 MG YA 3025 - - - X
56 MG YA 3026 - - - X
56 MG YA 3030 - - - X
56 MG YA 3031 - - - X
56 MG YA 3032 - - - X
56 MG YA 3037 - - - X
56 MG YA 3043 - - - X
56 MG YA 3045 - - - X
56 MG YA 3048 - - - X
56 MG YA 3053 - - - X
56 MG YA 3054 - - - X
56 MG YA 3055 - - - X
56 MG YA 3059 - - - X
56 MG YA 3061 - - - X
56 MG YA 3063 - - - X
56 MG YA 3065 - - - X
56 MG YA 3069 - - - X
56 MG YA 3070 - - - X
56 MG YA 3071 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG YA 3072 - - - X
56 MG YA 3077 - - - X
56 MG YA 3078 - - - X
56 MG YA 3079 - - - X
26 MG YA 3080 - - - X
56 MG YA 3081 - - - X
56 MG YA 3087 - - - X
56 MG YA 3091 - - - X
56 MG YA 3096 - - - X
56 MG YA 3097 - - - X
56 MG YA 3098 - - - X
56 MG YA 3100 - - - X
56 MG YA 3102 - - - X
56 MG YA 3105 - - - X
56 MG YA 3108 - - - X
56 MG YA 3123 - - - X
56 MG YA 3129 - - - X
56 MG YA 3133 - - - X
56 MG YA 3137 - - - X
56 MG YA 3147 - - - X
56 MG YA 3148 - - - X
56 MG YA 3154 - - - X
56 MG YA 3156 - - - X
56 MG YA 3157 - - - X
56 MG YA 3164 - - - X
56 MG YA 3172 - - - X
56 MG YA 3187 - - - X
56 MG YA 3191 - - - X
56 MG YA 3192 - - - X
56 MG YA 3193 - - - X
56 MG YA 3202 - - - X
56 MG YA 3210 - - - X
56 MG YA 3211 - - - X
56 MG YA 3215 - - - X
56 MG YA 3221 - - - X
56 MG YA 3225 - - - X
56 MG YA 3228 - - - X
56 MG YA 3229 - - - X
56 MG YA 3234 - - - X
56 MG YA 3235 - - - X
56 MG YA 3239 - - - X
56 MG YA 3249 - - - X

Continued on next page...



Page 13

Full wwPDB X-ray Structure Validation Report

AWAG

Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
56 MG YA 3250 - - - X
56 MG YA 3255 - - - X
56 MG YA 3274 - - - X
56 MG YA 3277 - - - X
26 MG YA 3279 - - - X
56 MG YA 3281 - - - X
56 MG YA 3291 - - - X
56 MG YA 3301 - - - X
56 MG YA 3327 - - - X
56 MG YA 3328 - - - X
56 MG YA 3330 - - - X
56 MG YA 3331 - - - X
56 MG YA 3332 - - - X
56 MG YA 3355 - - - X
56 MG YA 3367 - - - X
56 MG YA 3378 - - - X
56 MG YA 3394 - - - X
56 MG YA 3403 - - - X
56 MG YA 3410 - - - X
56 MG YA 3413 - - - X
56 MG YA 3420 - - - X
56 MG YA 3430 - - - X
56 MG YA 3436 - - - X
56 MG YA 3439 - - - X
56 MG YA 3441 - - - X
56 MG YA 3446 - - - X
56 MG YA 3449 - - - X
56 MG YA 3456 - - - X
56 MG YA 3458 - - - X
56 MG YA 3461 - - - X
56 MG YE 301 - - - X
56 MG YQ 201 - - - X
56 MG YU | 3400 - - - X
56 MG YV 201 - - - X
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2  Entry composition (i)

There are 57 unique types of molecules in this entry. The entry contains 297400 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 Q) P
1 QA 151 32472 14453 6011 10497 1511 0 0 0

Total C N O P
1 XA 1508 32409 14425 6001 10475 1508 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 QB 236 ?(9);3; 12023 314\113 3(24 § 0 0 0
2 AB 236 ?gtla; 12023 314\113 351)4 § 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 QC 206 Tgtlaél 1()016 31114 2(;1 ? 0 0 0
3 XC 206 Tgtla; 10016 31?4 2(;1 ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 Qb 208 ?%aél 1(%6 31?\)19 2(9)1 ? 0 0 0
4 AD 208 ?%aél 1()C66 31?\}9 281 ? 0 0 0

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


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g QE 154 1178 743 221 210 4 0 0 0
Total C N O S
g XE 154 1178 743 221 210 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 QF 101 843 531 155 154 3 0 0 0
Total C N O S
6 XF 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 QG 159 1257 781 252 218 6 0 0 0
Total C N O S
7 XG 159 1257 781 252 218 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 QH 138 1116 705 215 193 3 0 0 0
Total C N O S
8 AH 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 O S
o W 128 1018 644 198 175 1 0 0 0
Total C N O S
) Xl 128 1018 644 198 175 1 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 QJ % 801 504 157 139 1 0 0 0
Continued on next page...
gPDB
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 X 9 T800t1al 5%]4 12]7 1(;9 ? 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 QK 121 go(ffl 5%3]0 11;11 1((37 g 0 0 0
1 XK 121 go(ffl 5%0 11;11 1((?7 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
I T R L .
o oxe | g G g ey | 0| 0|0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 QM 118 goi%t?l 5(739 11;3 123 g 0 0 0
13 XM 118 goi%t?l 5(739 11;3 123 g 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 QO i T w0 w7 16 2 0 0 0
IR T T IR
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e Molecule 16 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 QP 84 T;)()tgl 45136 1120 1(1)8 ? 0 0 0
16 AP 84 T;()t?l 426 1120 1(1)8 ? 0 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
voqa | w0 e w0 | 0|
v xe | w0 e s e | 0 | 0 |0
e Molecule 18 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 QR & 1;30;;1 3?3 111]6 9% 0 0
18 XR & 1;30;;1 3?3 111]6 9% 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
) 05 | 2 G g | 0 | 0 |0
o | XS | 8 |G g | 0 | 0 |0
e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 Q0 | w e e a0 | 0|0
0 | XU | w e e a0 | 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 QU 25 217 134 52 31 0 0 0

Total C N O
21 XU 25 217 134 52 31 0 0 0

o Molecule 22 is a RNA chain called tRNA fMet.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O P
22 Qv 7 1640 732 297 535 76 0 0 0

Total C N O P
22 QW [ 1640 732 297 535 76 0 0 0

Total C N O P
22 AV 77 1640 732 297 535 76 0 0 0

Total C N O P
22 AW 77 1640 732 297 535 76 0 0 0

e Molecule 23 is a RNA chain called messenger RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O P
23 QX 18 399 177 82 121 19 0 0 0

Total C N O P
23 X 18 399 177 82 121 19 0 0 0

e Molecule 24 is a protein called Host inhibition of growth B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O
24 QY 92 756 484 134 138 0 0 0

Total C N O
24 XY 92 756 484 134 138 0 0 0

There are 54 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
QY 0 MET - insertion UNP Q7A225
QY 1 GLY - expression tag | UNP Q7A225
QY 93 LYS - expression tag | UNP QT7A225
QY 94 LEU - expression tag | UNP QT7A225
QY 95 GLY - expression tag | UNP QT7A225
QY 96 PRO - expression tag | UNP Q7A225
QY 97 GLU - expression tag | UNP Q7A225

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment Reference
QY 98 GLN - expression tag | UNP QT7A225
QY 99 LYS - expression tag | UNP Q7A225
QY 100 LEU - expression tag | UNP Q7A225
QY 101 ILE - expression tag | UNP Q7A225
QY 102 SER - expression tag | UNP Q7A225
QY 103 GLU - expression tag | UNP QT7A225
QY 104 GLU - expression tag | UNP QT7A225
QY 105 ASP - expression tag | UNP QT7A225
QY 106 LEU - expression tag | UNP Q7A225
QY 107 ASN - expression tag | UNP Q7A225
QY 108 SER - expression tag | UNP Q7A225
QY 109 ALA - expression tag | UNP Q7A225
QY 110 VAL - expression tag | UNP QT7A225
QY 111 ASP - expression tag | UNP QT7A225
QY 112 HIS - expression tag | UNP Q7A225
QY 113 HIS - expression tag | UNP Q7A225
QY 114 HIS - expression tag | UNP Q7A225
QY 115 HIS - expression tag | UNP Q7A225
QY 116 HIS - expression tag | UNP QT7A225
QY 117 HIS - expression tag | UNP QT7A225
XY 0 MET - insertion UNP Q7A225
XY 1 GLY - expression tag | UNP Q7A225
XY 93 LYS - expression tag | UNP Q7A225
XY 94 LEU - expression tag | UNP Q7A225
XY 95 GLY - expression tag | UNP Q7A225
XY 96 PRO - expression tag | UNP QT7A225
XY 97 GLU - expression tag | UNP QT7A225
XY 98 GLN - expression tag | UNP Q7A225
XY 99 LYS - expression tag | UNP Q7A225
XY 100 LEU - expression tag | UNP Q7A225
XY 101 ILE - expression tag | UNP Q7A225
XY 102 SER - expression tag | UNP Q7A225
XY 103 GLU - expression tag | UNP QT7A225
XY 104 GLU - expression tag | UNP QT7A225
XY 105 ASP - expression tag | UNP QT7A225
XY 106 LEU - expression tag | UNP Q7A225
XY 107 ASN - expression tag | UNP Q7A225
XY 108 SER - expression tag | UNP Q7A225
XY 109 ALA - expression tag | UNP Q7A225
XY 110 VAL - expression tag | UNP QT7A225
XY 111 ASP - expression tag | UNP QT7A225
XY 112 HIS - expression tag | UNP Q7A225

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual Comment Reference
XY 113 HIS - expression tag | UNP QT7A225
XY 114 HIS - expression tag | UNP Q7A225
XY 115 HIS - expression tag | UNP Q7A225
XY 116 HIS - expression tag | UNP Q7A225
XY 117 HIS - expression tag | UNP Q7A225
e Molecule 25 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 RA 2891 62269 27713 11649 20016 2891 0 0 0
Total C N O P
25 YA 2875 61924 27560 11583 19906 2875 0 0 0
e Molecule 26 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
26 RB 122 2617 1166 486 &44 121 0 0 0
Total C N O P
26 YB 122 2617 1166 486 &44 121 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 RD 272 2115 1335 420 357 3 0 0 0
Total C N O S
21 YD 272 2115 1335 420 357 3 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 RE 205 1568 991 300 271 6 0 0 0
Total C N O S
28 YE 205 1568 991 300 271 6 0 0 0

e Molecule 29 is a protein called 50S ribosomal protein L4.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 RF 208 1627 1037 304 283 3 0 0 0
Total C N O S
29 YE 208 1627 1037 304 283 3 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 RG 181 1474 942 268 260 4 0 0 0
Total C N O S
30 YG 181 1474 942 268 260 4 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 RH 170 1307 829 245 232 1 0 0 0
Total C N O S
31 YH 170 1307 829 245 232 1 0 0 0
e Molecule 32 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 RI 146 1136 726 201 208 1 0 0 0
Total C N O S
32 Yl 146 1136 726 201 208 1 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 RN 138 1104 712 206 182 4 0 0 0
Total C N O S
33 YN 138 1104 712 206 182 4 0 0 0
e Molecule 34 is a protein called 50S ribosomal protein 1.14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 RO 122 933 588 171 170 4 0 0 0
Continued on next page...
gPDB
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

wvo | g g | 0|00
e Molecule 35 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 RP 150 ??Z&; 7?2 2§2 1(38 g 0 0 0
35 YP 150 ??ZZI 7?2 2§2 1(38 g 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 RQ 140 ??tlaQI 7(130 211]0 1(;5 S 0 0 0
361 YQ 139 ?iga;l 7(57 21(\)19 124 ? 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 RR L7 gofit(? 1 5(939 2152 1?9 0 0 0
37 YR L7 gofit(? 1 5(939 2152 1?9 0 0 0

e Molecule 38 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 RS = T808t2al 5?6 11;16 1%)0 0 0 0
38 ¥S = 20;;1 5%}6 11;16 1(5?0 0 0 0

e Molecule 39 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 Rl 137 ?(1)531 7?0 2?4 1(36 ? 0 0 0
39 Y 137 ?(1)531 7?0 2§4 186 ? 0 0 0
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e Molecule 40 is a protein called 50S ribosomal protein L.20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 RU 17 964 610 202 151 1 0 0 0
Total C N O S
10 Yu 17 964 610 202 151 1 0 0 0
e Molecule 41 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
41 RV 101 779 501 142 135 1 0 0 0
Total C N O S
41 YV 101 779 501 142 135 1 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 RW 113 900 566 177 155 2 0 0 0
Total C N O S
2 Yw 113 900 566 177 155 2 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
43 RX 92 725 471 131 123 0 0 0
Total C N O
43 YX 92 725 471 131 123 0 0 0
e Molecule 44 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
44 RY 102 785 505 150 125 5 0 0 0
Total C N O S
44 Y 102 785 505 150 125 5 0 0 0

e Molecule 45 is a protein called 50S ribosomal protein L25.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
45 RZ 176 1404 897 252 252 3 0 0
Total C N O S
45 Y7 183 1461 933 260 265 3 0 0
e Molecule 46 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 | RO 83 657 407 139 110 1 0 0
Total C N O S
46 Y0 83 657 407 139 110 1 0 0
e Molecule 47 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 Rl I 763 481 150 131 1 0 0
Total C N O S
47 Yl I 763 481 150 131 1 0 0
e Molecule 48 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 R2 69 581 358 118 104 1 0 0
Total C N O S
48 Y2 69 581 358 118 104 1 0 0
e Molecule 49 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 | R3 o 469 298 90 81 0 0 0
Total C N O
19 Y3 59 469 298 90 81 0 0 0
e Molecule 50 is a protein called 50S ribosomal protein L31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 R4 0 573 359 107 103 4 0 0

Continued on next page...



Page 25

Full wwPDB X-ray Structure Validation Report

AWAG

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 Y 70 T507t§ 1 3?9 1157 1(33 ZSL 0 0 0
e Molecule 51 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51 | R5 59 ngl 238 9NO 706 i 0 0 0
51 | Y5 57 Tﬂ;l 2% 81\; 701 i 0 0 0

e Molecule 52 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

52 | R6 18 Tﬂ? 2(;9 81\2 6% i 0 0 0
e Molecule 53 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o3 R7 49 IQLO;(? 1 2(633 1158 5?7 g 0 0 0
o3 YT 49 IQLO;(? 1 2(633 1158 5?7 g 0 0 0

e Molecule 54 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L I I o L L
I I I N L L

e Molecule 55 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 | R9 37 gog;‘l 138 61\; 57 2 0 0 0
5 | Y9 36 gogtsl 133 61\; f5 2 0 0 0
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e Molecule 56 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

56 | QA 140 o L 0 0

5 | YV 1 Tofa] N{g 0 0

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

56 | YA 464 o 46s 0 0

56 Y5 9 Total - Mg 0 0
2 9

56 | YH 1 Tofal l\ﬁg 0 0

5 | YR 1 Tofal l\fg 0 0

56 Y1 1 Total - Mg 0 0
1 1

56 | YD 1 Toltal l\gg 0 0

56 | QV 5 Total - Mg 0 0
5 5

56 | YO 1 Toltal l\gg 0 0
Total Mg

56 | XA 160 0 160 0 0

56 | YY 1 Toltal l\gg 0 0

56 | RQ 2 Total - Mg 0 0
2 9

56 | XN 1 Toltal N{g 0 0

56 | QL 1 Toltal N{g 0 0

5 | YU 1 Toltal N{g 0 0

5 | RU 1 Toltal N{g 0 0

56 Y0 3 Total - Mg 0 0
3 3

56 | YG 1 Toltal hgg 0 0

56 | YQ 2 TOQtal hgg 0 0

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

5 | RY 1 Tofal l\ﬁg 0 0

56 | YN 1 Tofal l\qg 0 0

56 | XF 1 Tofal l\ﬁg 0 0

5 | RR 1 Tofal l\fg 0 0

5 | RD 9 Total - Mg 0 0
2 2

56 | XL 1 Tofal l\gg 0 0

56 | YT 1 Tofal l\ig 0 0

56 R5 3 Total - Mg 0 0
3 3
Total Mg

56 | RA 413 03 an 0 0

56 | YP 9 Total - Mg 0 0
2 9

5 | RE 1 Toltal l\ig 0 0

56 R2 1 Total - Mg 0 0
1 1

5 | YB 5 Total - Mg 0 0
5 5

56 RO 9 Total = Mg 0 0
2 9

56 | XV 4 Total - Mg 0 0
4 4

5 | RB 4 Total = Mg 0 0
4 4

56 | QF 1 Toltal N{g 0 0

56 | XD 1 Toltal hqg 0 0

5 | RF 1 Toltal hgg 0 0

56 | YE 9 TOQtal 1\gg 0 0

e Molecule 57 is ZINC ION (three-letter code: ZN) (formula: Zn).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | XD 1 Total - Zn 0 0
1 1
57 | QD 1 Toltal Zln 0 0
57 | QN 1 Tofal Zln 0 0
57 | XN 1 Tofa] Zln 0 0
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1, orange = 2 and red = 3 or more. A red dot above a residue indicates

Full wwPDB X-ray Structure Validation Report

3%

Chain QA: &

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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