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This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.8.5 (274361), CSD asb41be (2020)

Xtriage (Phenix) : 1.13
EDS : 2.35.1
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.35.1
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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 3.00 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 NN | D 0.272
Clashscore I - 37
Ramachandran outliers W 10.6%
Sidechain outliers N (7.3%
RSRZ outliers I (3.9%
RNA backbone N | D .45
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution

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

R ree 130704 2092 (3.00-3.00)

Clashscore 141614 2416 (3.00-3.00)

Ramachandran outliers 138981 2333 (3.00-3.00)

Sidechain outliers 138945 2336 (3.00-3.00)

RSRZ outliers 127900 1990 (3.00-3.00)

RNA backbone 3102 1173 (3.30-2.70)

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 of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. 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
20%
.
1 AA 1522 25% 59% 15%
20%
T —.
1 CA 1522 25% 58% 15%
25%
- T
2 AB 256 34% 46% 11% - 8%
30%
———— e
2 CB 256 34% 46% 11% + 8%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
20%
‘ L |
3 AC 239 36% 45% 6% 13%
31%
= ——
3 CC 239 35% 45% 6%  13%
10%
h P
4 AD 209 27% 55% 17% .
8%
h |
4 CD 209 27% 55% 17%
5%
5 AE 160 34% 43% 16% 6%
3%
h
5 CE 160 34% 46% 14% 6%
5%
6 AF 101 — 29% 58% 13%
16%
...
6 CF 101 25% 62% 13%
2%
- -
7 AG 156 46% 53% =
7%
e -
7 CG 156 46% 52% -
3%
8 AH 138 - 44% 46% 7
%
8 CH 138 : 41% 49% 0%
55%
e — o om
9 Al 128 38% 52% 9% ..
58%
1 — o om
9 CI 128 41% 49% 9%
56%
e — ——
10 Al 105 35% 50% 10% 6%
72%
1 —— —
10 CJ 105 35% 50% 10% 6%
8%
11 AK 129 —— 43% 44% 5% 8%
16%
11 CK 129 — 45% 43% 5% 8%
11%
12 | AL 135 | T e —
2%
h
12 CL 135 30% 47% 15% 7%
51%
e — —
13 AM 126 35% 48% 8% 9%
74%
I — —
13 CM 126 34% 51% 6% 9%
36%
L ——
14 AN 61 31% 62% 5% -
26%
. —
14 CN 61 33% 61% 5%
7%
15 | AO g9 | = e e

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
15 CO 89 43% 48% 8% .
27%
W
16 AP 88 30% 44% 18% y 5%
26%
I
16 CP 88 26% 48% 18% . 5%
9%
17 AQ 105 41% 47% 8% 5%
7%
17 CcQ 105 40% 49% 7% 5%
8%
h
18 AR 88 22% 50% 7% - 20%
23%
L
18 CR 88 22% 49% 9% 20%
62%
1 —
19 AS 93 35% 39% % - 15%
57%
e —
19 CS 93 34% 39% 0% - 15%
9%
h e ——
20 AT 106 26% 54% 2% + 7%
9%
h e E———
20 CT 106 26% 55% 1% . 7%
78%
e —
21 AU 27 56% 37% %
63%
1 —
21 CU 27 52% 41% %
1%
22 BO 85 51% 40% 8%
9%
22 DO 85 52% 39% 8%
%
_
23 B1 98 20% 41% 23% 6% 9%
5%
h
23 D1 98 20% 42% 23% S 9%
7%
24 B2 72 11% 25% 28% 7% 29%
6%
24 D2 72 15% 19% 28% 8% 29%
3%
25 B3 60 - 52% 45% e
7%
25 D3 60 43% 52% 5%
26 B4 71 10% 23% 13% 55%
7%
26 D4 71 11% 23% 11% 55%
8%
27 B5 60 30% 37% 27% 5% -
2%
e
27 D5 60 25% 42% 27% 5% «

Continued on next page...
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Mol | Chain | Length Quality of chain
5%
28 B6 H4 . 31% 37% 11% 17%
20%
—
28 D6 54 6% 31% 37% 9% 17%
8%
29 B7 49 r— 35% 0%
5%
29 D7 49 r— 45% 41% 14%
5%
_ I
30 B8 65 23% 42% 28% 6% -
3%
_
30 D8 65 20% 46% 26% 6% -
3%
31 BA 2787 29% 2% 24%
5%
_
31 DA 2787 24% 45% 25%
4%
32 BB 122 27% 46% 23%
25%
]
32 DB 122 25% 48% 25%
%
33 BD 276 . 36% 46% 16%
%
33 DD 276 : 35% 47% 16%
3%
34 | BE 206 | = ao —
%
34 DE 206 32% 45% 19%
7%
35 BF 210 34% 44% 20%
8%
35 DF 210 35% 43% 20%
20%
| ..
36 BG 182 27% 55% 16%
50%
e —
36 DG 182 27% 55% 16%
7%
37 BH 180 31% 37% 17% 11%
26%
.
37 DH 180 33% 35% 17% 11%
11%
h
38 BI 148 31% 49% 19%
74%
e —
38 DI 148 29% 52% 18%
7%
39 BN 140 29% 40% 26%
%
39 DN 140 = 28% 41% 26%
40 BO 122 42% 47% 11%

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

Mol | Chain | Length Quality of chain
40 DO 122 42% 48% 11%
8%
| . —
41 BP 150 18% 36% 33% 10%
13%
41 DP 150 16% 39% 33% 10%
5%
42 BQ 141 30% 47% 19% ?
9%
h
42 DQ 141 26% 50% 20% ?
%
43 BR 118 : 33% 44% 19%
%
43 DR 118 : 28% 49% 19% -
5%
_ I —
44 BS 112 23% 33% 25% 7% 12%
19%
e —
44 DS 112 22% 34% 26% 6%  12%
5%
_
45 BT 146 20% 45% 19% % 10%
10%
| .. —
45 DT 146 21% 45% 18% 6%  10%
3%
46 BU 118 - 37% 47% 12%
14%
46 DU 118 39% 46% 12%
10%
| ... ——
47 BV 101 17% 42% 33% 9%
2%
47 DV 101 16% 41% 36% 8%
48 BW 113 46% 35% 17%
%
48 DW 113 . 42% 41% 16%
3%
_ I
49 BX 96 18% 42% 29% 8%
%
49 | DX 96 | =T 4s% = ——
2%
| ...
50 BY 110 21% 35% 28% - 8%
16%
. ——
50 DY 110 17% 35% 31% 8% 8%
%
51 BZ 206 = 27% 45% 14% 14%
2%
e
51 DZ 206 25% 46% 14% Lo

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:
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
52 MG AA 1634 - - - X
52 MG AA 1642 - - - X
52 MG AA 1645 - - - X
52 MG BA 3074 - - - X
52 MG BA 3151 - - - X
52 MG BA 3206 - - - X
52 MG BA 3245 - - - X
52 MG BA 3304 - - - X
52 MG BA 3319 - - - X
52 MG BA 3327 - - - X
52 MG BA 3358 - - - X
52 MG CA 1613 - - - X
52 MG CA 1628 - - - X
52 MG CA 1630 - - - X
52 MG CA 1635 - - - X
52 MG DA 3191 - - - X
52 MG DA 3205 - - - X
52 MG DA 3231 - - - X
52 MG DA 3247 - - - X
52 MG DA 3264 - - - X
52 MG DA 3276 - - - X
52 MG DA 3278 - - - X
52 MG DA 3280 - - - X
52 MG DA 3291 - - - X
52 MG DA 3309 - - - X
52 MG DA 3316 - - - X
52 MG DA 3324 - - - X
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2 Entry composition (i)

There are 55 unique types of molecules in this entry. The entry contains 278034 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 @) P
1 AA 1504 32329 14390 5992 10444 1503 0 0 0
1 CA 1504 Total = C N O P 0 0 0

32329 14390 5992 10444 1503

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 239 ’fgg?l 12013 3122 351)1 ? 0 0 1
2 CB 239 r‘lrgg?l 12013 3122 321 g 0 0 1
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AC 207 ?Z’tlzl 1(?16 311]5 221 ? 0 0 1
s cC 201 ?Zi?’)l 1(?16 311]5 2(831 ? 0 0 1
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 208 ??E)Zl 1OCG6 31§9 281 g 0 0 0
4 CD 208 ??E)Zl 10%6 31;]9 281 g 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 AE 151 1147 724 218 201 4 0 0 1
Total C N O S
5 CE 151 1147 724 218 201 4 0 0 1
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AF 101 843 531 155 154 3 0 0 0
Total C N O S
6 CF 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 AG 155 1257 781 252 218 6 0 0 0
Total C N O S
7 CG 155 1257 781 252 218 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | AH 138 1116 705 215 193 3 0 0 0
Total C N O S
8 | CH 138 1116 705 215 193 3 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
9 | Al 127 1011 639 198 174 0 0 0
Total C N O
9 | O 127 1011 639 198 174 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
Al 58 ARG HIS CONFLICT | UNP P80374
CI 58 ARG HIS CONFLICT | UNP P80374
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e Molecule 10 is a protein called 30S ribosomal protein S10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
10 AJ 9 T709t5a l 439 11;7 1(?38 ? 0 0 !
10 ©J 9 T709t5a l 439 11;7 1%)8 ? 0 0 1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 119 T808t5a l 529 11(\518 1((?5 2 0 0 0
1 CK 119 T808t5a l 55119 11(\318 1((?5 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
R A e L R
R L A e L L

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
AL 2 VAL - INSERTION | UNP Q5SHN3
AL 3 ALA - INSERTION | UNP Q5SHN3
AL 4 LEU - INSERTION | UNP Q5SHN3
CL 2 VAL - INSERTION | UNP Q5SHN3
CL 3 ALA - INSERTION | UNP Q5SHN3
CL 4 LEU - INSERTION | UNP Q5SHN3

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 AM 15 921 569 190 160 2 0 0 0
Total C N O S
13 M 15 921 569 190 160 2 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 AN 60 492 312 104 72 4 0 0 0
Total C N O S
14 CN 60 492 312 104 72 4 0 0 0
e Molecule 15 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 | A0 88 734 459 147 126 2 0 0 0
Total C N O S
15 CO 88 734 459 147 126 2 0 0 0
e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 AP 84 701 443 140 117 1 0 0 1
Total C N O S
16 CP 84 701 443 140 117 1 0 0 1
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7| AQ 100 824 528 152 142 2 0 0 1
Total C N O S
7| cQ 100 824 528 152 142 2 0 0 1
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 | AR 70 574 367 112 95 0 0 0
Total C N O
18 | CR 70 574 367 112 95 0 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 AS & 630 403 115 110 2 0 0 1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR H R
e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T HEEEEE
0 e | e e 0 | 0 |0
e Molecule 21 is a protein called 30S ribosomal protein Thx.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 | AU 25 goggl 138 o g()) 0 0 1
21 | CU 25 1;0531 1(238 ; ?S()) 0 0 1
e Molecule 22 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 B0 85 1250’5;681 4(0]1 11?\>I7 1(1)1 El; 0 0 0
22 bo 85 1;30;81 4(51 12]7 1(1)1 ? 0 0 0
e Molecule 23 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 Bl 89 2();; 1 4§5 114\110 1C1)8 0 0 !

23 b1 89 TGO;; l 4(?35 114\110 1C1)8 0 0 L
e Molecule 24 is a protein called 50S ribosomal protein L.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
wlm | n [WONTT . [ 4 |
IR HEEEEE
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e Molecule 25 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2% | B3 60 o o D 0 0 1
25 | D3 60 Tl e ol 0 0 1

e Molecule 26 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2%6 | B4 32 o o 0 0 0
2% | D4 32 o o 0 0 0

e Molecule 27 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 | B 59 1:;);31 2;38 é\g 706 i 9 0 0
27 | D5 59 o o D 9 0 0

e Molecule 28 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

28 | B6 15 gogfl 235 ;\Ig 62 i 0 0 1
e Molecule 29 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | v | a9 U s s O | 0 |
9 | o7 | a9 | U s o | 0 | 0 |

e Molecule 30 is a protein called 50S ribosomal protein L35.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 B8 64 508 326 102 78 2 0 0 1
Total C N O S
30 D8 64 508 326 102 78 2 0 0 1
e Molecule 31 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
31 BA 2725 58698 26124 10986 18864 2724 0 0 0
Total C N O P
31 DA 2725 58698 26124 10986 18864 2724 0 0 0
e Molecule 32 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
32 BB 119 2551 1136 471 826 118 0 0 0
Total C N O P
32 | DB 119 2551 1136 471 826 118 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 BD 272 2105 1329 417 356 3 0 0 1
Total C N O S
33 DD 272 2105 1329 417 356 3 0 0 1
e Molecule 34 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 BE 205 1564 988 300 270 6 0 0 1
Total C N O S
34 DE 205 1564 988 300 270 6 0 0 1
e Molecule 35 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 BF 208 1624 1035 304 282 3 0 0 1

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 DF 208 1624 1035 304 282 3 0 0 1
e Molecule 36 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 BG 181 1474 942 268 260 4 0 0 0
Total C N O S
36 DG 181 1474 942 268 260 4 0 0 0
e Molecule 37 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BH 160 1223 773 229 220 1 0 0 1
Total C N O S
37 DH 160 1223 773 229 220 1 0 0 1
e Molecule 38 is a protein called 50S ribosomal protein L9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 B 146 1132 723 201 207 1 0 0 1
Total C N O S
38 DI 146 1132 723 201 207 1 0 0 1
e Molecule 39 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BN 139 1105 712 207 182 4 0 0 1
Total C N O S
39 DN 139 1105 712 207 182 4 0 0 1
e Molecule 40 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 | BO 122 033 588 171 170 4 0 0 0
Total C N O S
40| DO 122 033 588 171 170 4 0 0 0
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e Molecule 41 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
H BP 146 ?‘iﬁl 632 21;17 1(9)3 2 0 0 0
H bp 146 ?iﬁl 632 21;17 183 2 0 0 0

e Molecule 42 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
42 BQ 136 ?8;?)1 6?8 21(\)14 123 ? 0 0 0
42 bQ 136 ?(());E(L)l 6?8 21(\)14 123 ? 0 0 0

e Molecule 43 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 BR 17 1;)06t gl 539 21812 1?9 0 0 0
43 DR 17 T906t gl 539 21(\)12 1C5)9 0 0 0

e Molecule 44 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 BS 9 T7O7t;Ll 426 11;5 1(??0 0 0
4 DS 9 1:;)7?1 426 1?5 1(??0 0 0

e Molecule 45 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 BT 132 111(1)1(6)?)l 6(836 2217 126 ? 0 0 0
45 bT 132 111(1)J(C)Eél 6;36 21;]7 126 ? 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein L20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 BU 17 958 604 202 151 1 0 0 0
Total C N O S
46 DU 17 958 604 202 151 1 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 BV 101 779 501 142 135 1 0 0 0
Total C N O S
47 A 101 779 501 142 135 1 0 0 0
e Molecule 48 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 BW 13 896 563 176 155 2 0 0 0
Total C N O S
18 bw 13 896 563 176 155 2 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 BX 93 726 471 132 123 0 0
Total C N O
49 DX 93 726 471 132 123 0 0 1
e Molecule 50 is a protein called 50S ribosomal protein [.24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 | BY 101 776 500 149 123 4 0 0 1
Total C N O S
50 | DY 101 776 500 149 123 4 0 0 1
e Molecule 51 is a protein called 50S ribosomal protein L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 Bz 1 1404 897 253 252 2 0 0 1

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o1 bz 1 1404 897 253 252 2 0 0 1

e Molecule 52 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total Mg

52 | AA 54 o e 0 0

52 BO 1 Total = Mg 0 0
1 1

52 B1 1 Total = Mg 0 0
1 1

52 B5 9 Total = Mg 0 0
2 2
Total Mg

52 | BA 362 26 365 0 0

52 | BB 7 Total = Mg 0 0
77

52 | BD 1 Toltal l\gg 0 0

52 | BE 1 Toltal hgg 0 0

52 | BF | Toltal hﬁg 0 0

52 | BP 3 Total - Mg 0 0
3 3

59 BQ 9 Total Mg 0 0
2 2

52 | BR | Toltal N{g 0 0

52 | BU | Toltal N{g 0 0

52 | BX | Toltal N{g 0 0
Total Mg

52 | CA 50 0 50 0 0

52 DO 1 Toltal hgg 0 0

52 D3 1 Toltal hgg 0 0

52 D5 1 Toltal N{g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | D7 | Toltal N{g 0 0
Total Mg
52 | DA 398 298 398 0 0
52 | DB 3 Total = Mg 0 0
3 3
52 | DE | Toltal N{g 0 0
52 | DF | Toltal N{g 0 0
52 | DP 1 Toltal hgg 0 0
52 | DQ 1 Toltal hgg 0 0
52 | DR 1 Toltal N{g 0 0
52 | DU 1 Toltal N{g 0 0
52 | DX 1 Toltal N{g 0 0

e Molecule 53 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
53 | AD 1 fotal 2 0 0
53 | AN 1 fotal 2 0 0
53 | CD 1 foral 2 0 0
53 | oN 1 Foral 2 0 0

e Molecule 54 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
54 | BA 1 Total - K 0 0

1 1
54 | DA 1 Toltal If 0 0

e Molecule 55 is ERYTHROMYCIN A (three-letter code: ERY) (formula: C37Hg;NO;3).
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ERY
0
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
%5 BA 1 51 37 1 13 0 0
Total C N O
55 DA 1 51 37 1 13 0 0
gPDB
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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.

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
e Molecule 1: 16S rRNA

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

3 Residue-property plots (i)
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