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elongation factor G in the post-translocational state (without fusitic acid)
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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 : 236
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) : 2.36
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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 2.80 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
Rfrec NN 0 W 0.266
Clashscore N | I 5
Ramachandran outliers I 4 .0%
Sidechain outliers I (6.5%
RSRZ outliers I (1.8%
RNA backbone NN I (.45

Worse
I Percentile relative to all X-ray structures

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

Better

Metric Whole archive Similar resolution

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

R free 130704 3140 (2.80-2.80)

Clashscore 141614 3569 (2.80-2.80)

Ramachandran outliers 138981 3498 (2.80-2.80)

Sidechain outliers 138945 3500 (2.80-2.80)

RSRZ outliers 127900 3078 (2.80-2.80)

RNA backbone 3102 1227 (3.10-2.50)

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
1 AA 2915 ﬂT 47% 29% % -
1 CA 2915 == 32% 44% 19% -
2 AB 121 25% 47% 24% -
2 CB 121 43% 46% 9% av
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Continued from previous page...
Mol | Chain | Length Quality of chain
58%
3 AC 228 22% 28% 10% 40%
59%
3 CC 228 21% 29% 10% 40%
4 AD 276 54% 33% i .
4 CD 276 61% 32% 7%
5 AE 206 57% 33% 9% .
%
5 CE 206 : 54% 37% 7%
%
6 AF 210 . 50% 37% BT
6 CF 210 50% 39% % .
3%
7 AG 182 - 50% 38% 10w -
16%
7 CG 182 — 48% 1% o% -
%
8 AH 180 . 54% 39% .
71%
I — —
8 CH 180 55% 34% 7% .
22%
T —
9 AK 173 44% 27% 5% 25%
50%
==
9 CK 173 54% 20% 25%
80%
1 — ——
10 AL 147 42% 46% 7% 5%
L oy ——
10 CL 147 53% 29% 13% 5%
11 AN 140 59% 33% To%
%
11 CN 140 . 54% 41% o
12 AO 122 57% 38% “5% +
12 CO 122 61% 32% %
%
13 | AP 150 | * — — e
%
13 CP 150 55% 36% 8% -
14 AQ 141 53% 39% 7% .
%
4 | cQ 41 | " So 34% -
15 AR 118 47% 42% o

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

Mol | Chain | Length Quality of chain
15 CR 118 50% 40% 0%
16 AS 112 L 53% 38% % .
16 CS 112 = 52% 38% 7% .
%
17 AT 146 = 48% 34% 7% . 10%
17 CT 146 L 45% 34% T10%  10%
18 AU 118 58% 33% 7% ..
18 Cu 118 64% 27% 7% .
19 AV 101 56% 38% “6%
2%
19 CV 101 : 57% 32% 0% -
20 AW 113 60% 31% 7%
20 CW 113 57% 33% 0% -
21 AX 96 63% 32% o
21 cX 96 52% 39% 7% -
22 AY 110 : 55% 37% 5%
22 CY 110 = 45% 45% 1% .
23 A7 206 46% 32% 1% - 10%
23 CZ 206 = 49% 35% 5% 10%
24 A0 85 = 75% 18% 5% -
9%
24 Co 85 61% 32% 5% -
25 Al 98 L 53% 40% “6% -
25 C1 98 L 62% 29% 7% -
26 A2 72 65% 25% % .
26 C2 72 60% 36% o
27 A3 60 43% 45% 10%
27 C3 60 = 67% 23% 8%

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

Mol | Chain | Length Quality of chain
28 A4 71 23/032% 56% % .
38%
28 C4 71 44% 45% Ta% .
29 A5 60 50% 40% 7% .
%

29 Ch 60 = 60% 35% B

30 A6 54 43% 46% To% .

30 C6 54 59% 28% T/

31 AT 49 = 55% 37% “6% -

31 C7 49 55% 29% VT

32 A8 65 46% 40% e ..

32 C8 65 55% 38% 5% -

33 A9 37 46% 49% 5%

33 C9 37 = 43% 49% 8%

34 BA 1521 = 34% 48% B VT

34 DA 1521 e 35% 48% Tl W

35 BB 256 == 38% 43% % . 10%

35 DB 256 m— 46% 34% % 10%

3 | B | oy | — 3391 D

25%

36 DC 239 49% 32% 5% 14%

37 BD 209 = 49% 38% e -

37 DD 209 = 52% 34% B P17

38 BE 162 IA) 44% 40% % 9%

2%

38 DE 162 : 44% 40% 7% - 9%

39 BF 101 57% 34% 7% -

39 DF 101 £ 60% 35% -

15%

40 BG 156 60% 33% “6% -

Continued on next page...
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Mol | Chain | Length Quality of chain
2%
T ———— ——
40 DG 156 68% 25% 6% -
%
41 | BH 138 | " e e ——
%
41 DH 138 55% 36% 8% o
33%
T ——— ——
42 BI 128 58% 34% 8%
58%
gy —
42 DI 128 53% 41% 5% «
39%
e ———
43 BJ 105 58% 27% 8% 8%
55%
gy — ——
43 DJ 105 49% 36% 7% 9%
44 BK 129 54% 30% T
%
44 | DK 120 | " — = —
45 BL 132 61% 27% 5% 8%
%
45 DL 132 56% 30% B 7 T7e
16%
46 BM 126 57% 30% 6% 1%
36%
46 DM 126 63% 25% o .
5%
47 BN 61 54% 34% 8% .
1%
47 DN 61 44% 43% i
%
48 BO 89 : 48% 43% 8%
48 DO 89 48% 2% 9% .
9%
49 BP 88 38% 44% 0% 7%
3%
49 DP 88 - 47% 42% 5% 1%
%
50 BQ 105 53% 31% 9% - 6%
%
50 | DQ 105 | " o — e
7%
51 BR 88 49% 24% 5% 23%
%
51 DR 88 40% 31% 7% 23%
38%
52 BS 93 45% 41% 10%
57%
52 DS 93 51% 31% e 119

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

Mol | Chain | Length Quality of chain
5%
53 | BT 06 | v 36% e
5%
53 DT 106 — 51% 38% R T7a
1%
= ——
54 BU 27 52% 33% 15%
33%
S ——
54 DU 27 48% 37% 15%
33%
1 —
55 BV 24 21% 17% 12% - 46%
17%
55 DV 24 - 8% 12% 75%
5%
56 BX 77 — 47% 34% 13% 5% -
17%
56 DX 77 — 49% 35% 0% .
25%
——— —
57 BZ 758 56% 29% 10%
34%
e
57 DZ 758 53% 31% 11%

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
o8 MG AA | 3018 - - -
58 MG AA | 3026 - - -
58 MG AA | 3088 - - -
58 MG AA | 3096 - - -
58 MG AA | 3109 - - -
28 MG AA | 3113 - - -
28 MG AA | 3122 - - -
58 MG AA | 3193 - - -
o8 MG AA | 3641 - - -
58 MG AA | 3752 - - -
58 MG AA | 3784 - - -
58 MG AB 3006 - - -
28 MG AZ 301 - - -
58 MG BA | 3035 - - -
58 MG BA | 3088 - - -
58 MG BA | 3092 - - -
58 MG BA | 3106 - - -
28 MG BA 3112 - - -
58 MG BA 3169 - - -
28 MG CA | 3002 - - -

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
58 MG CA | 3042 - - - X
58 MG CA | 3067 - - - X
58 MG CA | 3074 - - - X
58 MG CA | 3094 - - - X
58 MG CA | 3124 - - - X
58 MG CA | 3130 - - - X
58 MG CA | 3135 - - - X
58 MG CA | 3141 - - - X
58 MG CA | 3181 - - - X
58 MG CA | 3184 - - - X
58 MG CA | 3195 - - - X
58 MG CA | 3209 - - - X
58 MG CA | 3225 - - - X
58 MG CA | 3232 - - - X
58 MG CA | 3238 - - - X
58 MG CA | 3286 - - - X
58 MG CA | 3292 - - - X
58 MG CA | 3461 - - - X
58 MG CA | 3494 - - - X
58 MG CE 304 - - - X
58 MG DA 1605 - - - X
58 MG DA 1635 - - - X
58 MG DA 1659 - - - X
58 MG DA 1677 - - - X
58 MG DA 1704 - - - X
58 MG DA 1753 - - - X
58 MG DE 202 - - - X
58 MG DZ 701 - - - X
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2 Entry composition (i)

There are 63 unique types of molecules in this entry. The entry contains 305548 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 23S Ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Ulan || 0 s 1onir s 0 0 0
U oa | s | R i i 1om1 s 0 0 0
e Molecule 2 is a RNA chain called 5S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 120 gg%l 1126 41;16 822 11;9 0 0 0
2 ¢B 120 gg%l 11046 41;16 8(;2 1I1)9 0 0 0
e Molecule 3 is a protein called 50S ribosomal protein L1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 | AC BT o g a0 1o 1 0 0 0
s cC 137 11182?’)1 6(6]9 21(\)11 182 ? 0 0 0
e Molecule 4 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1] AD 2| i 1si 3 361 3 0 0 0
4 “b 275 g(l)gl 1??52 41;I6 3(6)1 g 0 0 0

e Molecule 5 is a protein called 50S ribosomal protein L3.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o AE 204 1559 985 298 270 6 0 0 0
Total C N O S
o CE 204 1559 985 298 270 6 0 0 0
e Molecule 6 is a protein called 50S ribosomal protein 4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AF 203 1584 1009 298 275 2 0 0 1
Total C N O S
6 CF 203 1580 1007 297 274 2 0 0 1
e Molecule 7 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 AG 181 1425 914 256 251 4 0 0 0
Total C N O S
7 CG 181 1424 911 258 251 4 0 0 0
e Molecule 8 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 | AH 174 1330 845 248 236 1 0 0 0
Total C N O S
8 | CH 174 1330 845 248 236 1 0 0 0
e Molecule 9 is a protein called 50S ribosomal protein L10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
9 | AK 130 641 381 130 130 0 X
Total C N O
9 | CK 130 641 381 130 130 0 0
e Molecule 10 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 AL 139 1025 653 181 186 5 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 CL 139 1025 653 181 186 5 0 0 0
e Molecule 11 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 AN 140 1117 719 207 187 4 0 0 0
Total C N O S
1 CN 140 1117 719 207 187 4 0 0 0
e Molecule 12 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 AO 122 933 588 171 170 4 0 0 0
Total C N O S
12 €O 122 933 588 171 170 4 0 0 0
e Molecule 13 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 AP 149 1139 709 231 196 3 0 0 0
Total C N O S
13 CP 149 1135 706 230 196 3 0 0 0
e Molecule 14 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 AQ 141 1122 715 212 188 7 0 0 0
Total C N O S
14 CQ 141 1122 715 212 188 7 0 0 0
e Molecule 15 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 | AR 118 968 604 203 160 1 0 0 0
Total C N O S
15 | CR 118 968 604 203 160 1 0 0 0
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e Molecule 16 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 AS 110 T807t;Ll 5?3 11;15 129 0 0 0
16 3 110 20;8 l 529 11;13 151)8 0 0 0

e Molecule 17 is a protein called 50S ribosomal protein L.19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 AT 131 ?gftﬁl 6?0 21;15 1(625 ? 0 0 0
IR Y T HEEEEE

e Molecule 18 is a protein called 50S ribosomal protein L20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR Y T HEEEE
8 | U | 6 | e e g 1| | 0 |
e Molecule 19 is a protein called 50S ribosomal protein L21.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
I T HIEEIEE
IS HIERERE
e Molecule 20 is a protein called 50S ribosomal protein L22.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
w | ow [T OB
0 | ow | | gl ST G 0 0 0

e Molecule 21 is a protein called 50S ribosomal protein L23.




Page 13 Full wwPDB X-ray Structure Validation Report AWQY

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IIERE T T HIREEEE
IIERE ST T HEEEEE
e Molecule 22 is a protein called 50S ribosomal protein [.24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR YT HEEEEE
YT HEEEEE
e Molecule 23 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 AZ 185 112;1 9(237 21;8 2(6)4 g 0 0 0
23 ¢z 185 112;1 9(237 22]8 2(6?4 g 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24| AD 53 ‘@5 00 130 100 1 0 0 0
20| 0 53 ‘@5 00 130 100 1 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 | Al o7 s am s 131 ¥ ¥ ¥
25 | Ol o7 T am s 13 1 ¥ ¥ ¥
e Molecule 26 is a protein called 50S ribosomal protein L.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEEEE

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

ale| n WSO [ [
e Molecule 27 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 | A3 59 1:&;31 2(938 é\g 51 0 0 0
o7 | C3 59 Tl s o 0 0 0

e Molecule 28 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 Ad 69 TBOE)t; 1 3?2 11(\JIZ S% g 0 0 0
28 | (4 69 Tg;l 3;39 é\; 51 g 0 0 0

e Molecule 29 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 | A5 59 nggl 2;35 81\; ;)6 g 0 0 0
20 | C5 59 1};;1 225 81\; ;)6 g 0 0 0

e Molecule 30 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

30| 6 b3 o om0 o1 i 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AT 48 Téfltg l 227 11(\)14 ;)5 2 0 0 0
31 7 48 Téfltg l 2(;7 11(\)14 ;)5 2 0 0 0
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e Molecule 32 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 oas | e S0 s | 0 |0 |
2| 68 | e | G e a | O | 0 |0

e Molecule 33 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 | A9 37 Lol N o 0 0 0
33 | €9 37 Lol N o 0 0 0

e Molecule 34 is a RNA chain called 16S Ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
34 BA 1499 E;l;ofﬂ 14204 591\;8 10%)84 1£)5 0 0 0
34 DA 1501 ;Oggé 14261 591\;0 10226 15%1 0 0 0

e Molecule 35 is a protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BB 231 ?;Z%l 11079 31§1 3(;1 2 0 0 0
35 bB 231 ?Zt;; 11C67 31§6 337 § 0 0 0

e Molecule 36 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 BC 206 ?gg;l 9(716 31(\)12 2(7)3 ? 0 0 0
36 be 206 ?gﬁl 9?0 31(\)10 2C7)3 ? 0 0 0

e Molecule 37 is a protein called 30S ribosomal protein S4.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BD 208 1659 1040 326 286 7 0 0 0
Total C N O S
37 bD 208 1678 1052 333 286 7 0 0 0
e Molecule 38 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 BE 143 1129 714 213 198 4 0 0 0
Total C N O S
38 DE 148 1133 716 214 199 4 0 0 0
e Molecule 39 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BF 100 812 514 146 149 3 0 0 0
Total C N O S
39 DF 100 820 518 147 152 3 0 0 0
e Molecule 40 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 | BG 155 1231 766 243 216 6 0 0 0
Total C N O S
40 | DG 155 1235 760 244 216 6 0 0 0
e Molecule 41 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
41| BH 137 1088 689 206 191 2 0 0 0
Total C N O S
41| DH 137 1088 689 206 191 2 0 0 0
e Molecule 42 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
42 Bl 127 986 626 193 167 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
42 DI 127 978 619 190 169 0 0 0
e Molecule 43 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
13 BJ 91 709 440 138 131 0 0 0
Total C N O
43 DJ 96 714 445 138 131 0 0 0
e Molecule 44 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 BK 114 833 519 156 155 3 0 0 0
Total C N O S
44 DK 114 833 519 156 155 3 0 0 0
e Molecule 45 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 BL 122 930 58 185 159 1 0 0 0
Total C N O S
5 DL 122 930 58 185 159 1 0 0 0
e Molecule 46 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
46 | BM 17 923 570 191 160 2 0 0 0
Total C N O S
46 | DM 122 050 586 197 165 2 0 0 0
e Molecule 47 is a protein called 30S ribosomal protein S14 type Z.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
47 BN 60 492 312 104 72 4 0 0 0
Total C N O S
47 DN 60 492 312 104 72 4 0 0 0
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e Molecule 48 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
48 BO 88 728 456 144 126 2 0 0 0
Total C N O S
48 bo 88 728 456 144 126 2 0 0 0
e Molecule 49 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
49 BP 82 681 433 134 113 1 0 0 0
Total C N O S
49 bP 82 677 430 133 113 1 0 0 0
e Molecule 50 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o BQ 9 823 528 151 142 2 0 0 0
Total C N O S
5 bQ % 823 528 151 142 2 0 0 0
e Molecule 51 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
ol BR 08 555 355 108 92 0 0
Total C N O
ol DR 08 555 355 108 92 0 0
e Molecule 52 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
52 BS 84 661 423 122 114 2 0 0 0
Total C N O S
52 DS 83 646 412 119 113 2 0 0 0

e Molecule 53 is a protein called 30S ribosomal protein S20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
53 BT 96 728 446 156 124 2 0 0 0
Total C N O S
53 DT 96 731 449 156 124 2 0 0 0
e Molecule 54 is a protein called 30S ribosomal protein Thx.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
54 BU 23 199 122 48 29 0 0 0
Total C N O
54 DU 23 199 122 48 29 0 0 0
e Molecule 55 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
55 BV 13 277 125 51 88 13 0 0 0
Total C N O P
5 | DV 0 128 59 27 37 5 0 0 0
e Molecule 56 is a RNA chain called P-site tRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P S
56 BX 76 1625 725 294 529 76 1 0 0 0
Total C N O P S
56 DX 76 1621 723 292 529 76 1 0 0 0
e Molecule 57 is a protein called 50S ribosomal protein L9,Elongation factor G.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o7 BZ 730 4869 3031 886 942 10 0 0 0
Total C N O S
o7 bz 730 4867 3029 836 942 10 0 0 0

e Molecule 58 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
58 AA 836 336 836 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

58 | AB 23 0s 93 0 0
Total Mg

58 | AD 10 0 10 0 0

58 | AE 4 Total - Mg 0 0
4 4

58 | AF 5 Total - Mg 0 0
5 5

58 | AG 9 Total - Mg 0 0
9 9

58 | AH 9 Total = Mg 0 0
9 9

58 | AN 3 Total - Mg 0 0
3 3

58 | AO 1 Toltal N{g 0 0

58 | AP 9 Total - Mg 0 0
9 9

58 AQ 9 Total Mg 0 0
9 9

58 | AR 1 Toltal N{g 0 0

58 | AU 3 Total -~ Mg 0 0
3 3

58 | AV 9 Total = Mg 0 0
9 9

58 | AW 4 Total = Mg 0 0
4 4

58 | AX 9 Total = Mg 0 0
9 9

58 AZ 9 Total = Mg 0 0
9 9
Total Mg

58 A0 4 PR 0 0

58 Al 1 Total = Mg 0 0
1 1

58 A2 1 Toltal l\gg 0 0

58 A4 1 Toltal l\gg 0 0

58 | A5 9 TOQtal hgg 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

58 | A6 9 Total - Mg 0 0
9 9

58 | A7 | Toltal N{g 0 0

58 | A8 9 Total - Mg 0 0
9 9

58 | A9 | Toltal N{g 0 0
Total Mg

58 | BA 9212 oy 219 0 0

58 | BB 1 Toltal hgg 0 0

58 | BD 1 Toltal hgg 0 0

58 | BE 1 Toltal N{g 0 0

58 BF 1 Toltal N{g 0 0

58 | BK 1 Toltal N{g 0 0
Total Mg

58 | BL 4 PR 0 0

58 | BN 2 Total Mg 0 0
2 9

58 | BT 1 Toltal N{g 0 0

58 | BV | Toltal l\gg 0 0
Total Mg

58 | BX 10 T 0 0

58 | BZ 1 Toltal l\gg 0 0
Total Mg

58 | CA 666 o6 o6 0 0
Total Mg

58 | CB 13 51 0 0

58 | CD 3 Total = Mg 0 0
3 3

58 | CE 7 Total = Mg 0 0
77
Total Mg

58 | CF 4 PR 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

58 | ca | Toltal N{g 0 0

58 | CON | Toltal N{g 0 0

58 | CO 9 Total - Mg 0 0
2 2
Total Mg

58 | CQ 4 PR 0 0

58 | CR | Toltal N{g 0 0

58 | CU 9 Total = Mg 0 0
2 2

58 | OV 9 Total - Mg 0 0
2 2

58 | CY 1 Toltal N{g 0 0

58 Co 1 Toltal N{g 0 0

58 C1 1 Total = Mg 0 0
1 1

58 C3 1 Toltal N{g 0 0

58 C7 1 Toltal hﬁg 0 0

58 C8 1 Toltal N{g 0 0
Total Mg

58 | DA 166 56 16 0 0

58 | DD 1 Toltal l\gg 0 0

58 | DE 9 Total = Mg 0 0
2 2

58 | DF 1 Toltal l\gg 0 0

58 | DI | Toltal hgg 0 0

58 | DK 1 Toltal l\gg 0 0

58 DL 9 Total = Mg 0 0
2 2

58 | DT ! Toltal hgg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
58 | Dz 3 Togtal ngg 0 0

e Molecule 59 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
50 | AA | Toltal If 0 0

e Molecule 60 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

60 | AY | Toltal Zln 0 0

60 Ad 1 Total ~ Zn 0 0
11

60 A5 1 Total ~ Zn 0 0
11

60 A6 1 Total Zn 0 0
11

60 A9 1 Total = Zn 0 0
11

60 | BN 1 Total = Zn 0 0
11

60 | CY 1 Toltal Zln 0 0

60 C4 1 Total ~ Zn 0 0
11

60 C5 1 Total = Zn 0 0
11

60 C6 1 Total = Zn 0 0
11

60 C9 1 Total = Zn 0 0
11

60 | DN 1 Toltal Zln 0 0

e Molecule 61 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: FeySy).
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SF4
S3 FE1
Fe
FE4
& F e S2
S4
Fe
ST FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
61 BD 1 3 4 4 0 0
Total Fe S
61 DD 1 3 4 4 0 0

e Molecule 62 is GUANOSINE-5’-DIPHOSPHATE (three-letter code: GDP) (formula:

C1oH15N5011Ps).
GDP
.
. e
HNTT
J
HzN'/'. - N - a
ey OH
:Oﬂ_
.,-HO P .
0]
“Ho
OH,
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
62 Bz 1 28 10 5 11 2 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
62 DZ 1 28 10 5 11 2 0 0
e Molecule 63 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

63 AA 1406 1406 1406 0 0
Total O

63 AB 37 37 a7 0 0
Total O

63 AD 16 16 16 0 0
Total O

63 AE 14 14 14 0 0
Total O

63 AF 6 6 6 0 0
Total O

63 AG 3 3 3 0 0

63 | AH 1 Toltal (1) 0 0
Total O

63 AN 3 3 3 0 0

63 | AO 1 Toltal (1) 0 0
Total O

63 AP 18 18 18 0 0
Total O

63 AQ 5 5 5 0 0
Total O

63 AR 2 9 9 0 0

63 | AS 1 Total - O 0 0
1 1
Total O

63 AT 3 3 3 0 0
Total O

63 AU 4 4 4 0 0

63 | AV 1 Tofal (1) 0 0

63 | AW 1 Tofal (1) 0 0
Total O

63 AX 4 4 4 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
63 | AZ | Total O 0 0
11
Total O
63 AO 9 A 0 0
Total O
63 Al 9 A 0 0
63 A2 1 Total O 0 0
11
Total O
63 A3 9 A 0 0
Total O
63 A5 4 L 0 0
Total O
63 A7 4 L 0 0
Total O
63 A8 9 A 0 0
63 A9 1 Total O 0 0
11
Total O
63 | BA 203 203 203 0 0
Total O
63 | BD 3 S 0 0
Total O
63 BE 9 S 0 0
63 | BG 1 Toltal (1) 0 0
63 | BJ | Toltal (1) 0 0
63 BL 1 Total O 0 0
11
63 | BM 1 Toltal (1) 0 0
Total O
63 | BO 9 S 0 0
63 | BP 1 Total - O 0 0
11
Total O
63 | BV 3 S 0 0
63 | BX 5 Total - O 0 0
5 5
Total O
63 BZ 9 A 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
63 CA 974 074 974 0 0
Total O
63 CB 9 9 9 0 0
Total O
63 CD 17 17 17 0 0
Total O
63 CE 14 14 14 0 0
Total O
63 CF 6 6 6 0 0
Total O
63 CN 2 9 9 0 0
Total O
63 CP 12 12 12 0 0
Total O
63 CcQ 2 9 9 0 0
Total O
63 CcT 3 3 3 0 0
Total O
63 CU 2 9 9 0 0
Total O
63 CV 2 9 9 0 0
63 | CW 1 Toltal (1) 0 0
Total O
63 CX 2 9 9 0 0
Total O
63 CY 2 9 9 0 0
Total O
63 Co 5 5 5 0 0
63 C1 1 Total O 0 0
1 1
Total O
63 C3 2 9 9 0 0
63 C6 1 Total - O 0 0
1 1
63 7 1 Total - O 0 0
1 1
Total O
63 C8 3 3 3 0 0
Total O
63 DA 154 154 154 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

63 | DE 3 S 0 0

63 | DU | Toltal (1) 0 0

63 | DJ | Total O 0 0
11
Total O

63 | DK 9 A 0 0

63 | DP | Total O 0 0
11

63 | DT 1 Total O 0 0
11

63 | DV | Toltal (1) 0 0

63 D7 1 Toltal (1) 0 0
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3 Residue-property plots (i)

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

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.

e Molecule 1: 23S Ribosomal RNA
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e Molecule 10: 508 ribosomal protein L11
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e Molecule 10: 508 ribosomal protein L11
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e Molecule 11: 508 ribosomal protein L.13
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e Molecule 11: 508 ribosomal protein L.13
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