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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 3.10 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

Clashscore

Ramachandran outliers

Sidechain outliers

RSRZ outliers
RNA backbone

Worse

Percentile Ranks Value
I M 0.264
I 53
W 12.5%
W 18.6%
N 10.2%
N .37

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))

R ree 91344 1114 (3.14-3.06)

Clashscore 102246 1222 (3.14-3.06)

Ramachandran outliers 100387 1174 (3.14-3.06)

Sidechain outliers 100360 1174 (3.14-3.06)

RSRZ outliers 91569 1119 (3.14-3.06)

RNA backbone 2183 1010 (3.52-2.68)

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
0/0
1 AA 1533 15% 49% 20% 17%
3%
1 CA 1533 12% 48% 25% 14%
33%
2 AB 218 21% 54% 23% -
33%
2 CB 218 22% 63% 14%

Continued on next page...

WORLDWIDE

PROTEIN DATA BANK


http://wwpdb.org/validation/2016/XrayValidationReportHelp#overall_quality

Page 3 Full wwPDB X-ray Structure Validation Report 4VTU
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Mol | Chain | Length Quality of chain
5%
3 AC 206 28% 50% 16%
4%
3 cC 206 25% 61% 13%
%
4 AD 205 26% 47% 24% -
4 CD 205 26% 47% 24% -
%
5 AE 150 = 27% 46% 23% -
%
5 CE 150 28% 53% 16%
6 AF 100 24% 56% 19%
%
_
6 CF 100 20% 61% 15%
5%
_
7 AG 151 27% 60% 12%
F
7 CG 151 20% 62% 17%
3%
8 AH 129 30% 50% 19%
1%
h
8 CH 129 29% 59% 1%
3%
9 Al 127 * 59% 23%
39%
F
9 CI 127 16% 68% 16%
8%
10 Al 98 * 29%
— -
10 CJ 98 23% 55% 19% .
0%
| ..
11 AK 117 21% 58% 19%
3%
11 CK 117 - 32% 53% 14%
20/0
12 AL 123 29% 50% 17% -
20/0
_ |
12 CL 123 20% 54% 24% .
1%
13 AM 114 — 33% 54% 1%
54%
—
13 CM 114 20% 63% 15%
5%
14 AN 100 -T 60% 16%
3%
T — —
14 CN 100 23% 58% 14% 5%
15 AO 88 28% 49% 2%

Continued on next page...
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Mol | Chain | Length Quality of chain
0/0
15 CcO 88 . 35% 56% 8% .
2%
| ..
16 AP 82 22% 57% 21%
2%
16 CP 82 * 59% 22% -
5%
e
17 AQ 80 23% 55% 23%
5%
| ..
17 CcQ 80 23% 58% 20%
5%
18 AR 55 - 27% 64% 7%
%
_
18 CR 55 20% 65% 13%
35%
e — -
19 AS 79 23% 62% 13% .
58%
— -
19 CS 79 23% 65% 1%
20 AT 85 28% 47% 24% "
4%
e -
20 CcT 85 32% 46% 20% :
39%
—
21 AU 51 12% 55% 33%
4%
21 CU 51 * 45% 33% —_—
0/0
22 | BA 2904 | B 7 7o m——
3%
22 DA 2904 % 47% 25% .
23 BB 118 29% 36% 19% T
%
23 DB 118 12% 52% 21% .
20/0
24 BC 271 = 34% 48% 16%
5%
h
24 DC 271 23% 58% 17%
25 BD 209 30% 44% 22% -
3%
| ... -
25 DD 209 22% 53% 24% .
26 BE 201 29% 42% 26% -
33%
1 — -
26 DE 201 21% 58% 18% .
20/0
27 BF 178 - 34% 44% 21% -
51%
— -
27 DF 178 23% 52% 23% .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
0/0
28 BG 176 . 27% 49% 20% -
31%
I — -
28 DG 176 26% 51% 21% .
3%
e — -
29 BH 149 26% 46% 25% .
5%
e — f—
29 DH 149 26% 51% 19% .
5%
e —
30 BI 141 29% 55% 15%
—
30 DI 141 28% 60% 1%
0/0
31 BJ 142 : 24% 54% 20% -
5%
h -
31 DJ 142 20% 63% 15% .
°/o
32 BK 122 . 25% 49% 22% -
1%
32 DK 122 * 54% 25% %
33 BL 143 37% 45% 16% -
2%
I -
33 DL 143 21% 61% 16% .
34 BM 136 26% 49% 21% -
3%
| ... n
34 DM 136 24% 61% 15% .
35 BN 120 38% 43% 16%
27%
— —
35 DN 120 9% 70% 18% .
36 BO 116 23% 58% 17% n
28%
I — -
36 DO 116 22% 67% 9% .
°/°
— -
37 BP 114 22% 43% 33% .
2%
| ... -
37 DP 114 22% 54% 23% .
0/0
38 BQ 117 . 34% 47% 17% -
6%
..
38 DQ 117 25% 50% 26%
o/o
39 BR 103 : 31% 42% 27%
4%
e — -
39 DR 103 28% 50% 20% .
40 BS 110 37% 45% 17%

Continued on next page...
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Mol | Chain | Length Quality of chain
35%
Iy — -
40 DS 110 32% 45% 20% .
30/0
41 BT 93 # 48% 33% -
52%
— -
4] DT 93 15% 57% 27% .
%
_ |
42 BU 102 21% 53% 25% .
52%
— —
42 DU 102 25% 46% 26% .
43 BV 94 45% 41% 14%
9%
e
43 DV 94 24% 60% 14%
3%
44 BW 79 -T 39% 37% 9%
4%
e — -
44 DW 79 23% 39% 35% .
45 BX 77 . 57% 21% -
2%
45 | DX 77| 5o 5o, .
20/0
46 BY 63 24% 48% 27% -
29%
I —
46 DY 63 25% 60% 14%
47 BZ 58 38% 38% 2% -
%
47 DZ 58 _19%_ 59% 21% -
48 BO 56 34% 48% 18%
30%
[ —
48 DO 56 18% 59% 23%
5%
49 B1 50 — 30% 50% 20%
30%
I —
49 D1 50 22% 62% 14%
50 B2 46 46% 33% 22%
7%
...
50 D2 46 24% 61% 15%
51 B3 64 34% 47% 17%
9%
51 D3 64 * 53% 25% -
5%
52 B4 38 o 32% 53% 13%
8%
e
52 D4 38 32% 47% 21%
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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
53 MG AA 1620 - - - X
53 MG BA | 3027 - - - X
53 MG BA | 3036 - - - X
53 MG BA | 3040 - - - X
53 MG BA | 3047 - - - X
53 MG BA | 3057 - - - X
53 MG BA | 3063 - - - X
53 MG BA | 3070 - - - X
53 MG BA | 3082 - - - X
53 MG BA | 3100 - - - X
53 MG BA | 3103 - - - X
53 MG BA 3104 - - - X
53 MG BA | 3108 - - - X
53 MG BA 3123 - - - X
53 MG BA | 3130 - - - X
53 MG BA | 3135 - - - X
53 MG CA 1607 - - - X
53 MG CA 1618 - - - X
53 MG CA 1625 - - - X
53 MG CA 1628 - - - X
53 MG DA | 3002 - - - X
53 MG DA | 3013 - - - X
53 MG DA | 3033 - - - X
53 MG DA | 3043 - - - X
53 MG DA | 3075 - - - X
53 MG DA | 3076 - - - X
53 MG DA | 3079 - - - X
53 MG DA | 3082 - - - X
53 MG DA | 3108 - - - X
53 MG DA 3129 - - - X
53 MG DA | 3133 - - - X
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2  Entry composition (i)

There are 56 unique types of molecules in this entry. The entry contains 284525 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 AA 1533 32895 14671 6036 10655 1533 0 0 0
1 CA 1530 Total =~ C N 0 P 0 0 0

32831 14642 6024 10635 1530

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 218 ?%3; 1(%1 31(\)15 3(1)2 ? 0 0 0
2 CB 218 ?%af;l 1OC81 31(\)I5 3(1)2 ? 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AC 206 Tgt;; 1()028 31(\)I5 2(;9 2 0 0 0
3 ce 206 nga; 1()028 31(\)I5 2(;9 2 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 20 ngl 1(%6 31115 2(9)8 LSL 0 0 0
4 cb 20 ng 1()026 31115 288 LSL 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
g AB 150 1106 687 211 202 6 0 0 0
Total C N O S
g CE 150 1106 687 211 202 6 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 AF 100 818 515 148 149 6 0 0 0
Total C N O S
6 CF 100 818 515 148 149 6 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 151 1182 735 227 216 4 0 0 0
Total C N O S
7 CG 150 1175 730 226 215 4 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 129 979 o616 173 184 6 0 0 0
Total C N O S
8 CH 129 979 o616 173 184 6 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
9 | Al 121 1022 634 206 179 3 0 0 0
Total C N O S
) CI 127 1022 634 206 179 3 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 Al %8 787 493 150 143 1 0 0 0
Continued on next page...
gPDB
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 7 1;%0;? 1 520 11;14 1(6?0 g 0 0 0
1 CK 7 1;%0;? 1 520 11;14 1(6?0 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 AL 123 1;)05? 1 5(;0 11;)]6 1(6)5 i 0 0 0
12 CL 123 1;)();; 1 5(930 11;)]6 1(35 ZSL 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 AM 14 1;%08? 1 55136 11;18 1?7 g 0 0 0
13 M 14 1;%07? 1 55131 11;18 1?5 g 0 0 !

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 AN %6 T7O7tj 1 423 1120 1(2)8 2 0 0 0
14| CN % o s 10 127 3 0 0 0

e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 AO 88 T701tj 1 4?9 1114 1(?30 ? 0 0 0
15 cO 88 T701t2 1 4§9 1114 120 ? 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 82 T604t9al 4%]6 1218 1C1)4 ? 0
16 cP 81 TGO;SI 4%0 11;7 1C1)1 ? 1
e Molecule 17 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 AQ 80 T604t9al 4(1]1 11;Il 1(1)4 g 0
17 cQ 80 T604t9al 4(1]1 11;Il 1(1)4 g 0
e Molecule 18 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 | AR 55 ngl 238 sl\is 8% 0 0 0
18 | CR 55 ngl 238 é\é 8% 0 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| A8 | ™| e s 1m0 108 2 0
] o8 | ™| e s 1m0 108 2 0
e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
0 | AT S o s 0
0 | O | & | G o s 0

e Molecule 21 is a protein called 30S ribosomal protein S21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 AU o1 426 265 86 74 1 0 0 0
Total C N O S
21 Cu o1 426 265 86 74 1 0 0 0
e Molecule 22 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 BA 2854 61274 27334 11279 19807 2854 0 0 0
Total C N 0O P
22 DA 2841 60995 27210 11229 19715 2841 0 0 0
e Molecule 23 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0 P
23 BB 118 2529 1126 464 821 118 0 0 0
Total C N 0 P
23 bB 17 2507 1116 459 815 117 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 BC 271 2083 1288 423 365 7 0 0 0
Total C N O S
24 DC 271 2083 1288 423 365 7 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 BD 209 1565 979 288 294 4 0 0 0
Total C N O S
25 DD 209 1565 979 288 294 4 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 BE 201 1552 974 283 290 5 0 0 0

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

26 bE 201 Tgt;él 9(7]4 2213 2(9)0 g 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 BF 178 ?Ztlil 8§9 2§0 2(;6 g 0 0 !
27 DF 178 ?Zt;)l 935 2211 2(;8 g 0 0 0

e Molecule 28 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 BG 176 ??2?31 8(332 214\1]3 226 g 0 0 0
28 DG 176 ?gt;%l 8(;2 214\1]3 226 3 0 0 0

e Molecule 29 is a protein called 50S ribosomal protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 BH 149 ?itljl 6(939 115\;7 2(]—_)4 ? 0 0 0
29 bH 149 ?itljl 6(939 115\;7 2(]—_)4 ? 0 0 0

e Molecule 30 is a protein called 50S ribosomal protein L11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 Bl 141 ?8;3; 6?1 11;I9 186 2 0 0 0
30 bl 14l r{ggl 6?1 11;19 1(;6 2 0 0 0

e Molecule 31 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 BJ 142 ?1);%1 7?4 2?2 189 ASL 0 0 0
31 bJ 142 ?(1);?)1 7?4 211]2 189 ZSL 0 0 0
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e Molecule 32 is a protein called 50S ribosomal protein 1.14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 BR 122 T9O3t 931 527 11;;0 1((?6 g 0 0 0
32 DK 122 T9O3t gl 527 11;;0 1((?6 g 0 0 0

e Molecule 33 is a protein called 50S ribosomal protein L.15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 BL 143 ngaf)l 629 21§6 1(529 ? 0 0 0
33 bL 143 ngaf)l 629 21§6 1(539 ? 0 0 0

e Molecule 34 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
34 BM 136 1118211 6§6 21§5 1(7)7 g 0 0 0
34 bM 136 1118211 6§6 21§5 1(7)7 g 0 0 0

e Molecule 35 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BN 120 1;)06t fl 5(;3 11;)]6 1(6?7 g 0 0 0
35 bN 120 1;)Ofit fl 5(933 1136 1(37 g 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 BO 116 1;§O9t ;l 5?2 11;18 122 0 0
36 Do 116 1;§O9t ;l 5?2 11;18 122 0 0

e Molecule 37 is a protein called 50S ribosomal protein L19.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BP 114 917 574 179 163 1 0 0 0
Total C N O S
37 bpP 114 917 574 179 163 1 0 0 0
e Molecule 38 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
381 BQ 17 047 604 192 151 0 0 0
Total C N O
38 1 DQ 17 047 604 192 151 0 0 0
e Molecule 39 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BR 103 816 516 153 145 2 0 0 0
Total C N O S
39 DR 103 816 516 153 145 2 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BS 110 837 532 166 156 3 0 0 0
Total C N O S
40 DS 110 837 532 166 156 3 0 0 0
e Molecule 41 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BT 93 739 466 139 132 2 0 0 0
Total C N O S
i DT 93 739 466 139 132 2 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein [.24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
12 BU 102 780 492 146 142 0 0 0
Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

12 bu 102 T708t0al 45(;2 1126 1(22 0 0
e Molecule 43 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 BV o4 T705t§ 1 4?9 1§7 1(;4 g 0 0 0
43 bV o4 T705t§ 1 4?9 1§7 1(;4 g 0 0 0

e Molecule 44 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s BW |1 e o s 1 | O | 00
I N R L .

e Molecule 45 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 BX [ TGOQtE? 1 328 11;I9 186 g 0 0 0
15 bX 77 TGOQtE? 1 328 11;I9 186 3 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 | BY 63 1;)0531 3(133 91\; 905 g 0 0 0
46 | DY 63 go(f;l 3(133 91\; ;)5 S 0 0 0

e Molecule 47 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
A7 | Bz 58 Téfﬁfgl 2g1 81\; % 2 0 0 0
47 | DZ 58 Tﬁgl 251 81\; % g 0 0 0
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e Molecule 48 is a protein called 50S ribosomal protein L.32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 | DO 56 Téféfjl 2(619 91\; g) ? 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | BI 50 Tffgl 223 71\; % 0 0 0
19 | DI 50 Tffgl 223 71\; % 0 0 0
e Molecule 50 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 | B2 16 1;)0;;‘1 228 9NO 507 3 0 0 0
50 | D2 16 1;0;;‘1 228 91\3 507 3 0 0 0

e Molecule 51 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o1 B3 o4 1:50()?1 3(233 1135 7?1 g 0 0 0
ol b3 o4 1:50(31 3(2]3 1155 7?1 g 0 0 0

e Molecule 52 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | B4 38 1;)05;1 125 61\; 4% i 0 0 0
52 | D4 38 1;)05;1 125 61\; zg i 0 0 0

e Molecule 53 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
53 BB 4 4 A 0 0
Total Mg
53 BA 135 135 135 0 0
Total Mg
53 CA 42 49 49 0 0
53 | DJ 1 Total - Mg 0 0
1 1
Total Mg
53 AA 41 A1 Al 0 0
53 | AN p Total - Mg 0 0
2 2
Total Mg
53 DA 133 133 133 0 0
53 | DC p Total Mg 0 0
2 2
53 | DB 1 Tofal Bﬁg 0 0

e Molecule 54 is ERYTHROMYCIN A (three-letter code: ERY) (formula: C37Hg;NO;3).

ERY

Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total C N O
o4 BA 1 51 37 1 13 0 0

e Molecule 55 is ZINC ION (three-letter code: ZN) (formula: Zn).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
55 B4 1 Total Zn 0 0
1 1
55 D4 1 Total Zn 0 0
1 1
e Molecule 56 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
56 AA 197 197 197 0 0
56 | AE 1 Total - O 0 0
1 1
56 | AL 1 Total - O 0 0
1 1
Total O
56 AN 7 7 7 0 0
56 | AT 1 Total - O 0 0
1 1
56 | AU 1 Total - O 0 0
1 1
Total O
56 BA 605 605 605 0 0
Total O
56 BB 19 19 19 0 0
Total O
56 BC 7 . y 0 0
Total O
56 BD 3 3 5 0 0
56 | BE 1 Total - O 0 0
1 1
Total O
56 BL 4 1 1 0 0
56 | BN p Total = O 0 0
2 2
56 | BR 1 Total O 0 0
1 1
Total O
56 BT 2 5 5 0 0
56 | BV 1 Total O 0 0
1 1
Total O
56 B3 3 5 5 0 0
Total O
56 B4 2 5 5 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
56 | CA 195 05 105 0 0
Total O
56 | CE 3 P 0 0
56 CL 1 Total - O 0 0
1 1
Total O
56 | CON 3 A 0 0
Total O
56 | CT 4 o 0 0
56 | CU 1 Total O 0 0
11
Total O
56 | DA 600 00 600 0 0
Total O
56 | DB 3 A 0 0
Total O
56 | DC 13 s 13 0 0
56 | DD 9 Total O 0 0
9 9
Total O
56 | DE 4 P 0 0
Total O
56 DJ 3 A 0 0
Total O
56 | DL 4 P 0 0
56 | DN 9 Total O 0 0
9 9
56 | DT 9 Total O 0 0
9 9
5 | DU 5 Total O 0 0
9 9
5 | DV 5 Total O 0 0
9 9
56 D2 1 Total O 0 0
11
56 D3 1 Total O 0 0
11
Total O
56 D4 4 P 0 0
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15%

0/ o

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 = 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,

are shown in grey.

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