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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 3.60 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
Rfree NN
Clashscore N
Ramachandran outliers
Sidechain outliers
RSRZ outliers I
RNA backbone IS

Worse

Percentile Ranks

0 Percentile relative to all X-ray structures

[ Percentile relative to X-ray structures of similar resolution

Value
— 0.244
-l 16
I 7.2Y%
W 15.7%
I 5 .3Y%
I .52

Better

Metric Whole archive Similar resolution

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

R ree 100719 1026 (3.74-3.46)

Clashscore 112137 1036 (3.70-3.50)

Ramachandran outliers 110173 1030 (3.72-3.48)

Sidechain outliers 110143 1030 (3.72-3.48)

RSRZ outliers 101464 1051 (3.74-3.46)

RNA backbone 2435 1002 (4.30-2.90)

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 55% 34% 8% .-
%

1 XA 1522 55% 34% 10%

10%

2 QB 256 49% 36% 7% . 7%
6%

2 XB 256 47% 35% % - 7%
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Continued on next page...
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Mol | Chain | Length Quality of chain

3 QC 239 = 54% 30% P VT
3 XC 239 = 52% 30% VT

4 QD 209 = 68% 26% 5%

4 XD 209 66% 26% “o% -

5 QE 162 = 57% 32% BT
5 XE 162 = 52% 37% T
6 QF 101 = 69% 28% o
6 XF 101 64% 33% o
7 QG 156 = 66% 30% o
7 XG 156 = 72% 24% o
8 QH 138 £ 60% 36% -
8 XH 138 . 65% 30% 5%
9 QI 128 e S 3% =
9 XI 128 S 55% 34% o -
0 | QJ 105 m+ % e ——
10 XJ 105 24%+ 43% Tlo% 6%
11 QK 129 = 58% 29% Ts% 8%
11 XK 129 = 61% 29% %
12 QL 132 = 30% 48% VT

12 XL 132 % 32% 45% 15% - 5%

13 QM 126 == 48% 38% 0% .
13 XM 126 = 49% 37% T
14 QN 61 = 41% 48% Tlow .
14 XN 61 = 51% 39% % e
15 QO 89 = 66% 27% “6% -

Continued on next page...
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Mol | Chain | Length Quality of chain
15 XO 89 67% 24% Te% -
16 QP 88 d 70% 19% 6% 5%
16 XP 88 53% 39% STs%
17 QQ 105 = 61% 32% 5%
17 XQ 105 70% 22% U
18 QR 88 = 52% 22% 20%
18 XR 88 = 45% 30% 5% 20%
19 QS 93 d 39% 35% 15% 10%
19 XS 93 31% 44% 12% 10%
20 QT 106 = 49% 39% 6% 7%
20 XT 106 % 43% 42% 8% 7%
26% -
21 QU 27 48% 44% 7%
21 XU 27 e 59% 33% %
22 QV 77 e 66% 22% T
22 XV I e 61% 23% e
23 QX 25 = 32% 64%
23 XX 25 = 28% 8% 64%
24 QY 18 67% 17% 1w
24 XY 18 56% 28% e
25 RA 2915 = 55% 34% o
25 YA 2915 = 56% 33% o
26 RB 122 L 55% 33% s .
26 YB 122 = 50% 37% BT
27 RD 276 54% 36% o -
27 YD 276 30% 52% B VT A
Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
%
—

28 RE 206 22% 48% 24% 5%
%

28 YE 206 B 23% 46% 25% 5%

29 RF 210 60% 29% e .
%

29 YF 210 : 34% 48% kv
7%

30 RG 182 - 51% 40% % e

1%
30 YG 182 — 53% 36% a% .
17%

...

31 RH 180 24% 43% 19% 8% 6%
2%
—

31 YH 180 22% 45% 19% 8% 6%
3%

32 RI 148 | ™ er e e

9%

32 YI 148 42% 40% B T S

33 RN 140 50% 41% 7%
%

33 YN 140 : 49% 39% % -

34 RO 122 69% 27% .

34 YO 122 69% 28% e
2%

35 RP 150 = 52% 34% 0% -
5%

35 YP 150 - 48% 33% N
%

36 RQ 141 . 31% 50% Tew o
%

36 YQ 141 . 31% 49% B T

37 RR 118 45% 45% T

37 YR 118 55% 34% e
5%

38 RS 112 44% 38% T s% .

13%

38 YS 112 13% 63% 21%
%

39 RT 146 = 45% 39% % v en
3%

39 YT 146 - 42% 41% 10% 6%
5%

40 RU 118 67% 25% 6% .

Continued on next page...
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Mol | Chain | Length Quality of chain
3%
40 YU 118 - 49% 42% % .
2%
41 | RV 01 | ™ ™ = S
4] YV 101 45% 44% ST
42 RW 113 62% 28% o% t
2%
42 YW 113 = 65% 26% T
43 RX 96 57% 31% .
43 YX 96 54% 35% % .
17%
| ..
44 RY 110 28% 49% 15% 7%
5%
44 YY 110 43% 34% s v
7%
45 RZ 206 53% 25% 9% 11%
5%
45 YZ 206 45% 37% 7% 11%
46 RO 85 67% 26% B
46 YO0 85 56% 39% P
%
47 R1 98 i 62% 28% %
3%
47 Y1 98 - 57% 33% % e
%
48 R2 72 : 56% 32% BT
3%
_
48 Y2 72 24% 53% 18%
49 R3 60 72% 22% “5% .
49 Y3 60 58% 30% 0w .
13%
50 R4 71 6% 44% 41% 10%
1%
|
50 Y4 71 24% 38% 30% 8%
13%
51 | RS 60 | o s T
2%
51 Y5 60 = 38% 40% BT —
57%
—
52 R6 54 20% 41% 28% 9%
55%
—
52 Y6 54 28% 43% 17% 9%

Continued on next page...
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Mol | Chain | Length Quality of chain
7%
53 R7 49 o 65% 27% 8%
6%
53 Y7 49 o 65% 27% 8%
%
54 R8 65 22% 45% 25% -
54 Y8 65 25% 42% 28% 5%
81%
5% R9 37 68% 27% 5%
86%
55 Y9 37 65% 32%
56 75 3 67% 33%
56 76 3 33% 33% 33%

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
o7 MG QA | 1605 - - - X
o7 MG QA | 1613 - - - X
57 MG QA | 1614 - - - X
57 MG QA | 1615 - - - X
57 MG QA | 1620 - - - X
o7 MG QA | 1622 - - - X
o7 MG QA | 1639 - - - X
o7 MG QA | 1645 - - - X
57 MG QA | 1658 - - - X
57 MG QA | 1660 - - - X
57 MG QA | 1662 - - - X
57 MG QA | 1665 - - - X
57 MG QA | 1666 - - - X
o7 MG QA | 1669 - - - X
o7 MG QA | 1674 - - - X
57 MG QA | 1676 - - - X
57 MG QA | 1682 - - - X
57 MG QA | 1684 - - - X
57 MG QA | 1689 - - - X
57 MG R8 101 - - - X
o7 MG RA | 3002 - - - X
o7 MG RA | 3004 - - - X
57 MG RA | 3006 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG RA | 3011 - - - X
57 MG RA | 3014 - - - X
57 MG RA | 3018 - - - X
57 MG RA | 3020 - - - X
o7 MG RA | 3023 - - - X
o7 MG RA | 3025 - - - X
o7 MG RA | 3032 - - - X
57 MG RA | 3033 - - - X
57 MG RA | 3035 - - - X
57 MG RA | 3037 - - - X
57 MG RA | 3039 - - - X
57 MG RA | 3048 - - - X
o7 MG RA | 3051 - - - X
o7 MG RA | 3055 - - - X
57 MG RA | 3056 - - - X
57 MG RA | 3057 - - - X
57 MG RA | 3058 - - - X
57 MG RA | 3061 - - - X
57 MG RA | 3062 - - - X
o7 MG RA | 3067 - - - X
57 MG RA | 3073 - - - X
57 MG RA | 3075 - - - X
57 MG RA | 3077 - - - X
57 MG RA | 3079 - - - X
57 MG RA | 3083 - - - X
57 MG RA | 3086 - - - X
o7 MG RA | 3087 - - - X
57 MG RA | 3092 - - - X
57 MG RA | 3093 - - - X
57 MG RA | 3095 - - - X
57 MG RA | 3096 - - - X
57 MG RA | 3097 - - - X
o7 MG RA | 3100 - - - X
o7 MG RA | 3103 - - - X
57 MG RA | 3108 - - - X
57 MG RA | 3112 - - - X
57 MG RA | 3116 - - - X
57 MG RA | 3117 - - - X
57 MG RA | 3121 - - - X
o7 MG RA | 3126 - - - X
o7 MG RA | 3132 - - - X
57 MG RA | 3147 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG RA | 3150 - - - X
57 MG RA | 3152 - - - X
57 MG RA | 3154 - - - X
57 MG RA | 3161 - - - X
o7 MG RA | 3162 - - - X
o7 MG RA | 3166 - - - X
o7 MG RA | 3170 - - - X
57 MG RA | 3175 - - - X
57 MG RA | 3187 - - - X
57 MG RA | 3188 - - - X
57 MG RA | 3197 - - - X
57 MG RA | 3198 - - - X
o7 MG RA | 3200 - - - X
o7 MG RA | 3217 - - - X
57 MG RA | 3220 - - - X
57 MG RA | 3221 - - - X
57 MG RA | 3227 - - - X
57 MG RA | 3232 - - - X
57 MG RA | 3237 - - - X
o7 MG RA | 3257 - - - X
57 MG RA | 3268 - - - X
57 MG RA | 3274 - - - X
57 MG RA | 3277 - - - X
57 MG RA | 3283 - - - X
57 MG RD 301 - - - X
57 MG RR 201 - - - X
o7 MG XA 1602 - - - X
57 MG XA 1603 - - - X
57 MG XA 1606 - - - X
57 MG XA 1616 - - - X
57 MG XA 1617 - - - X
57 MG XA 1618 - - - X
o7 MG XA 1619 - - - X
o7 MG XA 1621 - - - X
57 MG XA 1623 - - - X
57 MG XA 1626 - - - X
57 MG XA 1631 - - - X
57 MG XA 1632 - - - X
57 MG XA 1633 - - - X
o7 MG XA 1640 - - - X
o7 MG XA 1641 - - - X
57 MG XA 1650 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG XA 1663 - - - X
57 MG XA 1671 - - - X
57 MG XA 1675 - - - X
57 MG XA 1680 - - - X
o7 MG XA 1689 - - - X
o7 MG XA 1691 - - - X
o7 MG XA 1695 - - - X
57 MG XD 302 - - - X
57 MG XV 102 - - - X
57 MG YA 3002 - - - X
57 MG YA 3006 - - - X
57 MG YA 3008 - - - X
o7 MG YA 3009 - - - X
o7 MG YA 3013 - - - X
57 MG YA 3015 - - - X
57 MG YA 3017 - - - X
57 MG YA 3023 - - - X
57 MG YA 3025 - - - X
57 MG YA 3026 - - - X
o7 MG YA 3027 - - - X
57 MG YA 3028 - - - X
57 MG YA 3031 - - - X
57 MG YA 3032 - - - X
57 MG YA 3033 - - - X
57 MG YA 3034 - - - X
57 MG YA 3035 - - - X
o7 MG YA 3036 - - - X
57 MG YA 3037 - - - X
57 MG YA 3038 - - - X
57 MG YA 3041 - - - X
57 MG YA 3042 - - - X
57 MG YA 3047 - - - X
o7 MG YA 3048 - - - X
o7 MG YA 3049 - - - X
57 MG YA 3050 - - - X
57 MG YA 3068 - - - X
57 MG YA 3071 - - - X
57 MG YA 3072 - - - X
57 MG YA 3078 - - - X
o7 MG YA 3080 - - - X
o7 MG YA 3084 - - - X
57 MG YA 3087 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG YA 3088 - - - X
57 MG YA 3096 - - - X
57 MG YA 3097 - - - X
57 MG YA 3098 - - - X
o7 MG YA 3105 - - - X
o7 MG YA 3106 - - - X
o7 MG YA 3110 - - - X
57 MG YA 3112 - - - X
57 MG YA 3115 - - - X
57 MG YA 3121 - - - X
57 MG YA 3122 - - - X
57 MG YA 3132 - - - X
o7 MG YA 3135 - - - X
o7 MG YA 3137 - - - X
57 MG YA 3141 - - - X
57 MG YA 3154 - - - X
57 MG YA 3155 - - - X
57 MG YA 3161 - - - X
57 MG YA 3162 - - - X
o7 MG YA 3164 - - - X
57 MG YA 3168 - - - X
57 MG YA 3170 - - - X
57 MG YA 3172 - - - X
57 MG YA 3176 - - - X
57 MG YA 3178 - - - X
57 MG YA 3185 - - - X
o7 MG YA 3191 - - - X
57 MG YA 3192 - - - X
57 MG YA 3199 - - - X
57 MG YA 3200 - - - X
57 MG YA 3207 - - - X
57 MG YA 3213 - - - X
o7 MG YA 3215 - - - X
o7 MG YA 3227 - - - X
57 MG YA 3231 - - - X
57 MG YA 3233 - - - X
57 MG YA 3235 - - - X
57 MG YA 3237 - - - X
57 MG YA 3241 - - - X
o7 MG YA 3242 - - - X
o7 MG YA 3244 - - - X
57 MG YA 3246 - - - X

Continued on next page...
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Continued from previous page...
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG YA 3259 - - -
57 MG YA 3262 - - -
57 MG YA 3269 - - -
57 MG YA 3273 - - -
o7 MG YA 3277 - - -
o7 MG YA 3278 - - -
o7 MG YA 3280 - - -
57 MG YA 3283 - - -
57 MG YA 3292 - - -
57 MG YD 301 - - -
57 MG YR 202 - - -
58 | PAR QA | 1691 - - -
60 | PPU 76 101 - - -

AL AL | A AL AL S| AL AL | | | A




Page 13 Full wwPDB X-ray Structure Validation Report 4TUD

2  Entry composition (i)

There are 60 unique types of molecules in this entry. The entry contains 292106 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 1500 32247 14353 5981 10414 1499 0 0 0

Total C N O P
1 XA 1500 32249 14354 5984 10412 1499 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 WB A B 0 0 0
2 AB 231 ?;221 12028 314\114 351)7 § 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s QC 205 ?283; 10011 31113 2%)0 ? 0 0 0
s XC 205 ?283; 10011 31?3 2%)0 ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 Qb 208 ?%3; 1(%6 31?\}9 2(9)1 ? 0 0 0
4 AD 208 ?%3; 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 151 1155 729 218 204 4 0 0 0
Total C N O S
g XE 151 1155 729 218 204 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 QF 101 843 531 155 154 3 0 0 0
Total C N O S
6 XF 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 QG 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
) Ql 127 1010 639 197 174 0 0 0
Total C N O
) Xl 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 QJ % 801 504 157 139 1 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

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 19 1;50;;1 529 11(\318 1((?5 g 0 0 0
1 XK 119 1;50;; 1 529 11(\318 1((?5 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 .
IR T RN

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 QM 121 gogjl 5(;7 11;9 126 g 0 0 0
13 XM 121 gofitj 1 5(937 11;9 126 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

wloy | e | g 0 | 0 |0
e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
151 QO i T w0 w7 16 2 0 0 0
bxo | s | e am | 0 | 0 |0

WO RLDWIDE
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e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 QP 84 705 446 140 118 1 0 0 0
Total C N O S
16 xp 84 705 446 140 118 1 0 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 QQ 100 834 534 155 143 2 0 0 0
Total C N O S
17 XQ 100 834 534 155 143 2 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 QR 70 574 367 112 95 0 0 0
Total C N O
18 XR 70 574 367 112 95 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 Qs 84 674 430 126 116 2 0 0 0
Total C N O S
191 XS 84 674 430 126 116 2 0 0 0
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
201 QT % 763 470 162 120 2 0 0 0
Total C N O S
20 | XTI %9 763 470 162 120 2 0 0 0

e Molecule 21 is a protein called 30S ribosomal protein Thx.
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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
e Molecule 22 is a RNA chain called P-site tRNA-fMet.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 Qv 7 1644 732 297 538 77 0 0 0
Total C N O P
22 AV [ 1644 732 297 538 77 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 ) 173 76 31 57 9 0 0 0
Total C N O P
23 XX I 173 76 31 57 9 0 0 0
e Molecule 24 is a RNA chain called A-site ASL-Sufl.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
24 QY 15 319 142 55 107 15 0 0 0
Total C N O P
24 Y 15 319 142 55 107 15 0 0 0
e Molecule 25 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
25 RA 2882 62071 27627 11611 19952 2881 0 0
Total C N @) P
25 YA 2882 62071 27627 11611 19952 2881 0 0
e Molecule 26 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
26 | RB 120 9573 1146 476 832 119 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 0O P
26 YB 120 2573 1146 476 832 119 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
21 RD 272 2115 1335 420 357 3 0 0 0
Total C N O S
21 YD 2172 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.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 RF 202 1585 1011 297 275 2 0 0 0
Total C N O S
29 YE 202 1585 1011 297 275 2 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

WO RLDWIDE

PROTEIN DATA BANK



Page 19

Full wwPDB X-ray Structure Validation Report

e Molecule 32 is a protein called 50S ribosomal protein L.9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 Rl 146 T(l)tSaél 7(2]6 2151 2%)8 ? 0 0 0
32 ¥l 146 T(l)tSaél 736 2151 2%)8 ? 0 0 0

e Molecule 33 is a protein called 50S ribosomal protein 1.13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 RN 138 ?1)8341 7(1]2 21§6 1(532 ASL 0 0 0
33 YN 138 T(l)gaéll 7(1]2 21§6 1(532 ASL 0 0 0

e Molecule 34 is a protein called 50S ribosomal protein L.14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
w R0 | e G am g | 0| 00
wvo | o s g | 0| 0|0

e Molecule 35 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 RP 150 ?1)51? 7(132 2§2 1(38 g 0 0 0
35 A 150 1;(1)51?)1 7(132 21;]2 1(9)8 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 RQ 141 111(1)t282tl 7(135 211]2 128 S 0 0 0
36 YQ 141 111(1)t282tl 7?5 211]2 128 S 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L17.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 RR 118 968 604 203 160 1 0 0 0
Total C N O S
37 YR 118 968 604 203 160 1 0 0 0
e Molecule 38 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
38 RS 1 882 556 176 150 0 0
Total C N O
38 YS i 882 556 176 150 0 0
e Molecule 39 is a protein called 50S ribosomal protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 RT 137 1141 710 234 196 1 0 0 0
Total C N O S
39 YT 137 1141 710 234 196 1 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 RU 17 964 610 202 151 1 0 0 0
Total C N O S
40 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
] Ry 101 779 501 142 135 1 0 0 0
Total C N O S
i YV 101 779 501 142 135 1 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein 1.22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 RW 113 900 566 177 155 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

12 Yw 113 T900t(? 1 5%]6 11;17 1(;5 2 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 RX 92 T702t; 1 4?1 1§1 1(2)3 0 0
43 YR 92 1;();; 1 4?1 1§1 1(2)3 0 0

e Molecule 44 is a protein called 50S ribosomal protein L24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
44 RY 102 1?8? 1 5(55 1?0 1(2)5 g 0 0 0
44 Yy 102 T708t§ 1 5(55 1?0 1(2)5 g 0 0 0

e Molecule 45 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 RZ 183 1;223{1 9(?33 2120 225 g 0 0 0
45 Y7 183 11221 9(?33 2120 225 g 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 RO 82 T604t8a 1 4%1 1§8 1%)8 ? 0 0 0
46 Y0 82 T604t;JL 1 4%)}1 1§8 1(88 ? 0 0 0

e Molecule 47 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
i R o7 o s 10 131 1 0 0 0
v | o w1 | 0 | 0 |0

O RLDWIDE
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e Molecule 48 is a protein called 50S ribosomal protein 1.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T EEEEE
R I L L

e Molecule 49 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | R3 59 nggl 238 91\5 ; 0 0 0
9 | Y3 59 nggl 238 91\5 ; 0 0 0

e Molecule 50 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 R4 & 1;’)0;?1 3%4 1158 1(34 i 0 0 0
50 Y4 & 1;30;?1 3%4 1158 1(34 i 0 0 0

e Molecule 51 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 52 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | R6 19 Tgf 2(63 . 81\; (% i 0 0 0
52 | Y6 19 ngl 2(61 . 81\; (% i 0 0 0

e Molecule 53 is a protein called 50S ribosomal protein L34.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o3 R7 49 430 263 108 57 2 0 0 0
Total C N O S
o3 Y7 49 430 263 108 57 2 0 0 0
e Molecule 54 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o4 R8 64 517 331 102 82 2 0 0 0
Total C N O S
o4 Y8 64 517 331 102 82 2 0 0 0
e Molecule 55 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
05 R9 37 307 188 68 47 4 0 0 0
Total C N O S
05 Y9 37 307 188 68 47 4 0 0 0
e Molecule 56 is a RNA chain called CC-Puro.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O P
56 75 2 37 18 6 12 1 0 0 0
Total C N O P
56 76 2 37 18 6 12 1 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

57 QA 92 99 99 0 0
Total Mg

57 YA 294 994 994 0 0

57 | Y5 1 Total - Mg 0 0
1 1

57 | YR 2 Total - Mg 0 0
2 2

57 | Y1 1 Toltal N{g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

57 | YD 1 Tofal l\qg 0 0

57 | XX 1 Tofal l\qg 0 0

57 | Qv 3 Total Mg 0 0
3 3
Total Mg

57 | XA 104 RTY 0 0

57 | YY 1 Tofal Bﬁg 0 0

57 | RQ 1 Tofal l\gg 0 0

57 | RO 9 Total - Mg 0 0
2 9

57 | Yo 1 Tofal l\ig 0 0

57 | XY 1 Toltal l\gg 0 0

57 | RS 1 Total - Mg 0 0
1 1

57 | RR 1 Toltal l\ig 0 0

57 | RD 1 Toltal N{g 0 0

57 | QF 1 Toltal N{g 0 0

57 R5 1 Toltal N{g 0 0
Total Mg

57 | RA 9284 sai o8, 0 0

57 | YP 9 Total = Mg 0 0
9 9

57 | RE 1 Toltal Nig 0 0

57 | YB 3 Total = Mg 0 0
3 3

57 | QT 1 Toltal hqg 0 0

57 | QY 1 Toltal l\qg 0 0

57 | XV 4 Toial l\ig 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | RB 3 Total - Mg 0 0

3 3
57 | XD 1 Tofal l\qg 0 0
57 | YE 1 Tofal l\ﬁg 0 0

e Molecule 58 is PAROMOMYCIN (three-letter code: PAR) (formula: Co3HysN5014).

PAR
HO
I-'i:O' /
ol PN
.\ M , \‘\ et [ H,
w0l
O/_ "OH
S0 ,
A S
HOWEm a7 NH.
DA
o
Mol | Chain | Residues Atoms ZeroDee | Attont
Total C N O
58 QA 1 42 23 5 14 " ’
Total C N O
58 XA 1 42 23 5 14 ’ ’

e Molecule 59 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 XD 1 Total Zn 0 0

1 1
59 | QD 1 Toltal Zln 0 0
59 | QN 1 Toltal Zln 0 0
59 | XN 1 Toltal Zln 0 0
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e Molecule 60 is PUROMYCIN-5-MONOPHOSPHATE (three-letter code: PPU) (formula:

022H30N708P) .

PPU

CEL O
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
60 Z5 1 37 99 T T 1 0 0
Total C N O P
60 VA4S 1 37 99 T T 1 0 0
gPDB
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Stretches of 2 or more

8%

34%

55%

Full wwPDB X-ray Structure Validation Report

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry 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 = 1, orange = 2 and red = 3 or more. A red dot

above a residue indicates a poor fit to the electron density (RSRZ > 2).
consecutive residues without any outlier are shown as a green connector. Residues present in the

sample, but not in the model, are shown in grey.

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
e Molecule 1: 16S rRNA

3 Residue-property plots (i)

Chain QA: T
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