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Authors
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4VIM

70S Ribosome translocation intermediate FA-4.2A containing elongation factor
EFG/FUSIDIC ACID/GDP, mRNA, and tRNA bound in the pe*/E state.
Zhou, J.; Lancaster, L.; Donohue, J.P.; Noller, H.F.

2013-04-25

4.00 A(reported)

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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865



http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp#references
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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 4.00 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 W 0.339
Clashscore I I 05
Ramachandran outliers I 11.8%
Sidechain outliers N 18.1%
RSRZ outliers N N 4.3%
RNA backbone N W 0.43
Worse 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))
Rfree 91344 1010 (4.42—3.56)
Clashscore 102246 1052 (4.40-3.60)
Ramachandran outliers 100387 1005 (4.40-3.60)
Sidechain outliers 100360 1013 (4.42-3.58)
RSRZ outliers 91569 1013 (4.42-3.56)
RNA backbone 2183 1079 (5.04—2.80)

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 AB 235 35% 45% 18%
1 CB 235 : 33% 48% 17%
2 AC 207 = 42% 47% 10%
2 CcC 207 = 50% 39% 1%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
4°/°
3 AD 208 30% 52% BT
7%
3 CD 208 36% 49% 13% .
0%
4 AE 151 42% 46% 1% -
9%
4 CE 151 40% 48% 1%
5 AF 101 48% 42% 1%
%
5 CF 101 : 49% 45% 6% +
2%
6 AG 155 53% 42% 5%
3%
6 CG 155 53% 4% 6%
7 AH 138 38% 43% 19%
20/0
7 CH 138 = 39% 49% 1%
7%
8 Al 127 — 45% 50% 6%
5%
8 CI 127 — 50% 4% 8% .
5%
9 Al 99 — 38% 43% 17% .
5%
9 CJ 99 - 37% 46% 15% .
5%
10 AK 119 45% 39% 16% .
3%
10 CK 119 - 39% 40% 21%
3%
_ I
11 AL 125 22% 51% 21% 6%
5%
11 CL 125 -T 46% 30% 6%
8%
12 AM 125 — 42% 42% T
0%
12 CM 125 — 42% 49% % .
23%
- ——————
13 AN 60 47% 33% 18% .
3%
13 CN 60 - 42% 50% T
20/0
14 AO 88 = 38% 49% e 5
20/0
14 CO 88 - 47% 44% B 7.
54%
e — ——
15 AP 84 42% 48% 1%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3%
15 CP 84 5% 42% 6%
0/0
16 AQ 100 . 27% 5% BT A
20/0
16 CQ 100 = 39% 47% 3% -
7%
17 AR 70 - 46% 44% e
5%
17 CR 70 — 39% 53% % -
1%
18 AS 79 29% 529% T e .
1%
18 CS 79 38% 35% 25%
3%
19 AT 99 - 46% “1% 1%
40/0
19 CcT 99 - 42% 50% 6%
o/o
20 AA 1511 . 30% 57% BT 7
3%
20 CA 1511 - 31% 54% BT 7
21 AW 77 26% 53% BT 7
21 CW 77 32% 43% 21%
26%
22 AV 23 35% 43% 2%
2%
22 (Y 23 26% 52% 22%
%
23 AY 687 = 36% 46% 14%
%
23 CY 687 40% 43% 12%
8%
24 BC 228 26% 43% 28%
7%
24 DC 228 26% 49% 21%
3%
25 BD 275 - 30% 47% 21%
4%
25 DD 275 - 29% 49% 19%
5%
26 BE 205 31% 49% 17%
4%
26 DE 205 - 29% 50% 19%
5%
27 BF 208 32% 46% 21%
5%
h
27 DF 208 30% 49% 19%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
28 BG 181 = 35% 49% BT 7S—
28 DG 181 = 48% 39% BT -
29 BH 167 == 34% 52% BT A
29 DH 167 = 44% 46% % v
30 BJ 170 78% 22%
30 DJ 170 72% 27% .
31 BK 140 = 47% 39% e
31 DK 140 m— 54% 34% EEETCA
32 | BN 138 | 57% e
32 | DN 138 | 57% e
33 BO 122 37% 48% BT a—
33 DO 122 : 42% 46% e .
34 BP 146 = 34% 44% 19%
34 DP 146 = 34% 44% e
35 BQ 141 = 34% 54% e .
35 DQ 141 = 39% 46% BT 7.
36 BR 117 36% 48% T e
36 DR 117 : 37% 46% BT 7S
37 BS 99 = 26% 45% 24%
2%
37 DS 99 28% 42% 23% 6%
38 BT 138 = 25% 49% 22%
38 DT 138 : 34% 41% 22%
39 BU 117 43% 41% 14%
39 DU 117 = 38% 48% 14%
40 BV 101 L 31% 49% 18%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
40 DV 101 30% 44% 26%
5%
41 BW 113 - 34% 57% 7
7%
4] DW 113 - 36% 50% 12% -
0%
42 BX 93 — 39% 47% 14%
7%
42 DX 93 - 41% 44% 15%
7%
43 BY 107 — 30% 39% 29%
8%
43 DY 107 — 32% 45% 21% .
20/0
44 BZ 185 = 37% 49% BT
3%
44 DZ 185 - 40% 48% o .
10%
45 BO 84 37% 48% BT 7
8%
e — ——
45 DO 84 38% 51% 1%
3%
46 B2 71 - 1% 49% B 7.
46 D2 71 42% 51% %
47 B3 60 52% 37% BT 7
3%
47 D3 60 - 40% 52% 7% .
%
48 B5 59 = 49% 39% 10%
%
48 D5 59 37% 47% .
4°/°
49 B6 50 40% 44% BT
20%
.-
49 D6 50 30% 46% 22%
10%
50 B7 49 —— 59% “6%
2%
50 D7 49 — 47% 43% 8%
%
h
51 B8 64 27% 48% 20% 5%
28%
-
51 D8 64 34% 41% 17% 8%
24%
.
52 B9 37 32% 51% 1% 5%
9%
— p—
52 D9 37 51% 46%

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

Mol | Chain | Length Quality of chain
3%
53 Be 102 M— 85% 15%
5%
53 De 102 o 87% 1% -
54 Bf 31 100%
54 Bg 31 100%
54 Df 31 100%
54 Dg 31 100%
55 Bh 30 100%
55 Dh 30 100%
27%

=

56 B1 93 30% 45% 24%
37%

e —

56 D1 93 20% 52% 23% 5%
%
57 B4 35 — 40% 46% BV
7%

& |
57 D4 35 34% 49% 17%

0/0
58 BA 2879 B 28% 55% BT 7

20/0
58 DA 2879 u 27% 56% BT 7

3%
59 BB 119 - 32% 54% 14%

%
59 DB 119 = 26% 61% 13%

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
60 | FUA AY 701 - - - X
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2  Entry composition (i)

There are 61 unique types of molecules in this entry. The entry contains 308068 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 protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AB 239 Tgtl?)l 12018 314\1]2 3(25 2 0 0 0
1 CB 239 Tgtl?)l 12018 314\1]2 3(25 2 0 0 0
e Molecule 2 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AC 207 1;223{] 1()022 31115 2%)3 ? 0 0 0
2 ce 207 Tgt;il 1()022 31115 2%)3 ? 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AD 208 ?%Zl 1(%6 31?\)I9 2(9)1 5 0 0 0
3 Cb 208 1;(;8?31 10%6 31?\)I9 2(9)1 5 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AE 1ol 1;(1);)%1 7(239 211]8 2(35 i 0 0 0
4 CE 1ol 1;(1);)%1 7;39 21118 2(35 i 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S6.



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 AF 101 843 531 155 154 3 0 0 0
Total C N O S
g CF 101 843 531 155 154 3 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AG 159 1257 781 252 218 6 0 0 0
Total C N O S
6 CG 159 1257 781 252 218 6 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 AH 138 1116 705 215 193 3 0 0 0
Total C N O S
7 CH 138 1116 705 215 193 3 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
8 Al 127 1010 639 197 174 0 0 0
Total C N 0]
8 CI 127 1010 639 197 174 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
Al 58 HIS ARG | CONFLICT | UNP P62669
CI 58 HIS ARG | CONFLICT | UNP P62669
e Molecule 9 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) Al % 802 504 157 140 1 0 0 0
Total C N O S
) CJ % 802 504 157 140 1 0 0 0
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e Molecule 10 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 AK 119 885 549 168 165 3 0 0 0
Total C N O S
10 CK 119 885 549 168 165 3 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 AL 125 976 614 196 165 1 0 0 0
Total C N O S
1 CL 125 976 614 196 165 1 0 0 0
e Molecule 12 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 AM 125 997 617 207 171 2 0 0 0
Total C N O S
12 CM 125 997 617 207 171 2 0 0 0
e Molecule 13 is a protein called 30S ribosomal protein S14 type Z.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 AN 60 492 312 104 72 4 0 0 0
Total C N O S
13 CN 60 492 312 104 72 4 0 0 0
e Molecule 14 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
41 A0 58 734 459 147 126 2 0 0 0
Total C N O S
4 Co 58 734 459 147 126 2 0 0 0

e Molecule 15 is a protein called 30S ribosomal protein S16.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 AP 84 706 446 140 119 1 0 0 0
Total C N O S
15 cP 84 706 446 140 119 1 0 0 0
e Molecule 16 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 AQ 100 835 534 155 144 2 0 0 0
Total C N O S
16 cQ 100 835 534 155 144 2 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
AQ 96 GLU GLN | CONFLICT | UNP P62658
CQ 96 GLU GLN | CONFLICT | UNP P62658
e Molecule 17 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
17 AR 70 574 367 112 95 0 0
Total C N O
17 CR 70 574 367 112 95 0 0
e Molecule 18 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 AS & 634 405 115 112 2 0 0 0
Total C N O S
18 S & 634 405 115 112 2 0 0 0
e Molecule 19 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
191 AT %9 763 470 162 129 2 0 0 0
Total C N O S
19 CT 9 763 470 162 129 2 0 0 0
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There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
AT 41 ILE VAL CONFLICT | UNP P62661
CT 41 ILE VAL CONFLICT | UNP P62661
e Molecule 20 is a RNA chain called ribosomal RNA 168S.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
20 AA 151 32474 14455 6015 10494 1510 0 0 0
Total C N 0] P
20 CA 151 32474 14455 6015 10494 1510 0 0 0
e Molecule 21 is a RNA chain called transfer RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
21 AW v 1635 732 291 536 76 0 0 0
Total C N O P
21 CW v 1635 732 291 536 76 0 0 0
e Molecule 22 is a RNA chain called messenger RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 AV 23 503 227 106 148 22 0 0 0
Total C N O P
22 CV 23 503 227 106 148 22 0 0 0
e Molecule 23 is a protein called Elongation factor G.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 AY 667 5219 3318 893 990 18 0 0 0
Total C N O S
23 CY 667 5219 3318 893 990 18 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
AY 129 LYS HIS CONFLICT | UNP Q72101
AY 226 ASN HIS CONFLICT | UNP Q72101
CY 129 LYS HIS CONFLICT | UNP Q72101

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

Chain | Residue | Modelled | Actual | Comment | Reference
CY 226 ASN HIS CONFLICT | UNP Q72101

e Molecule 24 is a protein called 50S ribosomal protein L1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 BC 228 1;‘;23;1 11(5)1 31?9 3(1)9 g 0 0 0
24 pe 228 1;(;51&21 11(5)1 3?9 3(1)9 § 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
BC 20 VAL ILE CONFLICT | UNP Q72GV9
BC 28 ARG HIS CONFLICT | UNP Q72GV9
DC 20 VAL ILE CONFLICT | UNP Q72GV9
DC 28 ARG HIS CONFLICT | UNP Q72GV9

e Molecule 25 is a protein called 50S ribosomal protein L2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
25 BD 275 gifgl 13053 41§8 3(21 § 0 0 0
25 bD 275 gﬁ? 13053 41;8 3(6?1 2 0 0 0

e Molecule 26 is a protein called 50S ribosomal protein L3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
26 BE 205 ?ggl 9(931 3150 2?2 2 0 0 0
26 bE 205 ?ggl 9(931 3150 2?2 g 0 0 0

e Molecule 27 is a protein called 50S ribosomal protein L4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
21 | BY 08| om0 st 281 3 0 0 0
21 | DF 08| om0 st 281 3 0 0 0
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There are 10 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
BF 2 LYS - INSERTION | UNP Q72105
BF 3 GLU - INSERTION | UNP Q72105
BF 4 VAL - INSERTION | UNP Q72105
BF 5 ALA - INSERTION | UNP Q72105
BF 6 VAL - INSERTION | UNP Q72105
DF 2 LYS - INSERTION | UNP Q72105
DF 3 GLU - INSERTION | UNP Q72105
DF 4 VAL - INSERTION | UNP Q72105
DF 5 ALA - INSERTION | UNP Q72105
DF 6 VAL - INSERTION | UNP Q72105

e Molecule 28 is a protein called 50S ribosomal protein L5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 BG 181 F{Zt;ll 95132 2128 2C6)0 ZSI 0 0 0
28 bG 181 ?Zt;ll 95132 2128 220 i 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
BG 5 VAL LEU | CONFLICT | UNP Q72116
DG 5 VAL LEU | CONFLICT | UNP Q72116

e Molecule 29 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 BH 167 ?gt;ll 8(56 21;)]8 2C2)9 ? 0 0 0
29 bH 167 ?gtill 836 215\3]8 2C2)9 ? 0 0 0

e Molecule 30 is a protein called 50S ribosomal protein L10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 BJ 170 1;%0; fl 5(130 11;10 1?1 0 0 0
30 b 170 1;%0; fl 5(130 11;10 1(7)1 0 0 0
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e Molecule 31 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31 BK 140 1035 639 183 188 5 0 0 0
Total C N O S
31 DK 140 1035 639 183 188 5 0 0 0
e Molecule 32 is a protein called 50S ribosomal protein 1.13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 BN 138 1104 712 206 182 4 0 0 0
Total C N O S
32 DN 138 1104 712 206 182 4 0 0 0
e Molecule 33 is a protein called 50S ribosomal protein L.14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 BO 122 933 588 171 170 4 0 0 0
Total C N O S
33 DO 122 933 588 171 170 4 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
BO 69 ILE VAL CONFLICT | UNP Q72114
DO 69 ILE VAL CONFLICT | UNP Q72114
e Molecule 34 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 BP 146 1114 692 227 193 2 0 0 0
Total C N O S
34 bp 146 1114 692 227 193 2 0 0 0
e Molecule 35 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 BQ 141 1122 715 212 188 7 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
35 bQ 141 1122 715 212 188 7 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
BQ 32 TYR PHE | CONFLICT | UNP Q72111
DQ 32 TYR PHE | CONFLICT | UNP Q72111

e Molecule 36 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O
30 BR 17 960 599 202 159 0 0 0

Total C N O
30 DR 17 960 599 202 159 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein 1.18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O
37 BS % 775 488 155 132 0 0 0

Total C N O
37 D3 % 775 488 155 132 0 0 0

e Molecule 38 is a protein called 50S ribosomal protein 1.19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
38 BT 138 1147 713 235 198 1 0 0 0
Total C N O S
38 DT 138 1147 713 235 198 1 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
BT 123 GLN LYS CONFLICT | UNP Q72JU9
BT 135 ALA VAL | CONFLICT | UNP Q72JU9
DT 123 GLN LYS CONFLICT | UNP Q72JU9
DT 135 ALA VAL | CONFLICT | UNP Q72JU9

e Molecule 39 is a protein called 50S ribosomal protein L20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BU 17 964 610 202 151 1 0 0 0
Total C N O S
39 by 17 964 610 202 151 1 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BV 101 779 501 142 135 1 0 0 0
Total C N O S
40 bV 101 779 501 142 135 1 0 0 0
e Molecule 41 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
41 BW 13 900 566 177 155 2 0 0 0
Total C N O S
41 bW 13 900 566 177 155 2 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
42 BX 93 734 ATT 132 125 0 0 0
Total C N 0]
42 DX 93 734 ATT 132 125 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
43| BY 107 818 524 155 134 5 0 0 0
Total C N O S
13 by 107 818 524 155 134 5 0 0 0
e Molecule 44 is a protein called 50S ribosomal protein 1.25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
S Bz 185 1473 939 262 270 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
44 bz 185 TZ%I 9§9 21E\SIQ 2(7)0 2 0 0 0
e Molecule 45 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 B0 84 1;30(;;1 4Cle 114\1]0 1(1)1 ? 0 0 0
45 Do 84 1;30(31 4Cle 114\1]0 1(1)1 ? 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
BO 11 ARG LYS | CONFLICT | UNP Q72HR3
DO 11 ARG LYS | CONFLICT | UNP Q72HR3
e Molecule 46 is a protein called 50S ribosomal protein 1.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IDEREF TN EEE
IR TP T HEE R
e Molecule 47 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Plw | w [T NTE |
IR Y HEEEEE
e Molecule 48 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 | B5 59 ngl 238 9NO 706 i 0 0 0
48 | D5 59 ngl 238 91\3 706 g 0 0 0

There are 2 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual | Comment | Reference
B5 29 THR ILE CONFLICT | UNP P62652
D5 29 THR ILE CONFLICT | UNP P62652

e Molecule 49 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
o5 | 0 | g 0 |0
© |06 | 0 | g 0 | 0
e Molecule 50 is a protein called 50S ribosomal protein 1.34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
o0 BT 49 Télo?fgl 2(6]3 11§8 507 2 0 0
o0 b7 49 Télo?fgl 2%3 11§8 ;)7 g 0 0
e Molecule 51 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
B e G e s s | 0|0
s s e | G e s s 0|0
e Molecule 52 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 B s | 0|0
IR Y HERK
e Molecule 53 is a protein called 50S ribosomal protein L7/L12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
53 | Be 102 T608t21 4(?30 11119 127 0 0 0
53 | De 102 T608t21 4(?30 11119 127 0 0 0
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e Molecule 54 is a protein called 50S ribosomal protein L7/L12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
54 | Bf 31 Tf;gl s% ; ??2 0 0 0
54 | Bg 31 Tf;g] 9(;) ; ??2 0 0 0
54 | Df 31 Tf;gl 9% ; ??2 0 0 0
54 | Dg 31 Tf;gl 9% ; ??2 0 0 0
e Molecule 55 is a protein called 50S ribosomal protein L7/L12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
55 | Bh 30 Tlogfl 9% é\g ?())1 0 0 0
55 | Dh 30 Tlogfl 9% é\g ?())1 0 0 0
e Molecule 56 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
56 Bl 93 T703t;1 4(630 114\115 126 ? 0 0 0
56 b1 93 T703t;1 4(630 114\115 126 ? 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
B1 81 LYS ARG | CONFLICT | UNP Q72G84
D1 81 LYS ARG | CONFLICT | UNP Q72G84

e Molecule 57 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o7 B4 35 271 174 44 50 3 0 0 0
Total C N O S
o7 D4 35 271 174 44 50 3 0 0 0

e Molecule 58 is a RNA chain called 23S ribosomal RNA.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
o8 BA 2879 61997 27594 11582 19943 2878 0 0 0
Total C N @) P
o8 DA 2879 61997 27594 11582 19943 2878 0 0 0
e Molecule 59 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
59 BB 119 2551 1136 471 826 118 0 0 0
Total C N 0O P
59 bB 119 2551 1136 471 826 118 0 0 0

e Molecule 60 is FUSIDIC ACID (three-letter code: FUA) (formula: Cs1Hys0g).

HOW

FUA

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
60 AY 1 a7 31 6 0 0
Total C O
60 CY 1 a7 31 6 0 0

e Molecule 61 is GUANOSINE-5-DIPHOSPHATE (three-letter code: GDP) (formula:
CioH15N5011P2).
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GDP

N T .
h . ) \'.\“OH

) -
-
HOuE
[V
ong
Ho !
oH
0
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
61 AY 1 28 10 5 11 2 0 0
Total C N O P
61 CY 1 28 10 5 11 2 0 0
gPDB
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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: 30S ribosomal protein S2
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e Molecule 4: 30S ribosomal protein S5
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e Molecule 13: 30S ribosomal protein S14 type Z
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06I
68T

184
984

£80

184

8L

7L

LY

4°/ o

Chain AR: -

7%

44%

46%

88Y

52

6EA
8E€H

e Molecule 17: 30S ribosomal protein S18

9EN

€1
0€

8cH

ozy
611

6%

Chain CR: T

—
7%

53%

39%

e Molecule 18: 30S ribosomal protein S19

11%

18%

52%

o &
+ &+
(55

29%

Chain AS:

b

® 99N
93
€91

TOX
09A
64d

LSH

feie’s

TGA
oSV

8%l
LYH

SPA

-
R
=

[
™
B

o000
©
]
~

€EL
(48
TEI

624

€N

L1d

e Molecule 18: 30S ribosomal protein S19

Q11

€1a
(41

08%
6LL
8.4
LLL
9.d
SLY

LD
TLT

11%

25%

35%

38%

Chain CS:

R LDWIDE

O

PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 31

[
<©
~
a

€L3

® S9N

[ ™ o
re) © ©
A B

950
S9N

€SN

© o
<+ o
B

~
Sy
-

o
10
&
=4

Im°
[RE
B

9gY
SES

® €el

® TEI

8¢y

(4}

zia
TTA

LA

q.IIII
©n

©
N~
I=I

o 28y |
184
08k

30S ribosomal protein S20

e Molecule 19

1%

41%

46%

+

3%
L

Chain AT

28S
8%

6.4
8LY
LLY

GLN

TL1

L

99Y

3

291
798

68V

GSI

€91
ey
193

ovd

€91

6%
8EYN

€el

%011

1019

30S ribosomal protein S20

e Molecule 19

6%

52%

42%

4%
-

Chain CT

6.4
8LY

oLY
SLN

L¥D
el

15749

8eY
LES

veR

0ex
6231

9ZN

+

@
-
=1

%011

201D
TOTD
0071

ribosomal RNA 16S

86d

S6Y

T6T

684

e Molecule 20

13%

57%

30%

0/0
. |
Chain AA:
o

ason

g19d
vin
€10

T

0
€11D
{43t
TT1D
011D

L0TH

L

089V

n8on
189N

r£89)
189D

089D
4890
389D

g1020

00zH
661D
861D
LBTV
96TV

7610
€610

0981H
N98TN

981D
%9819
£o81d
19810

0981H

V981D
9810
S8TV
6L1V

9L10

YL10

CTLIY

0L1n

671V
8¥1d

LTV
TLTD
TL2D

8920

S92H
¥9zn
€92V
414 )
1920
09zH
682H
8GTH

99Tn
eictd]

152D

L%2TH
ovTV
S¥2O
¥hen
574
[474)
1544

8€TH
LETO

- oMo
MmmoMmn
AN
BB OO O

6220
8TV
LT2H

¥9€d
E£GEY

9%€D

T€€D

662D
862V
162D

06€0

R LDWIDE

O

PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 32

08%n
6.%0

LLYD

v¥P0
£¥%0

TPV
[Vig4 )
8EYD
LEDN

SEVD
veEPN

TERY

8T¥D

995D

c4eaen

74960

6%30

LYSY
9%5D
SHSD
99D
£%50

98D
0%SD

8€9D
LESD

SETY

TESY
TGN

625D
8TS0

etd=p}

€28V

0zgy
6190
8190
L19D

q18d

0TSV
605V

i

%050

v19v

889D

G899
789D
€89V
284N
789D
0880

8190

G199

LSV
TLSY

045D
6950
899D
L9SD

OTLY
STLY
YILD
€TLD

0TLD

804D
L0LD

YOLY
€0LD

T69D
069D
6890

8LV
8LV
08LYV

8LLD
LLLY
9LLD
SLLD

TLLD

69.D

LOLY
99.LY

%9.L0
€940
T9LD

6S.LV
884D

T9LD

6€LD
8ELD

9€LD
SELD

6TLY
8TLY
Lgld
9TLd

£€TL0
TTLY

0TLD

8TLD

168D

8%80

8€8D

9€8H
Se8n

TE8D
€80
0€8D
628D

618V

L180

i4%:1)
£180

5080

€08D
o8y
1080
008D

86.LD

96.L0

£6.0

T6.LD
06.LV
6840

S8.LH
%8.L0

£E6D
TE6D
TE6D

96D
ST6D
260
€26V

ocen
616V

v16v
016D

606V
806V

906D

206D
TOo6Y

968D
S68D

£680
68V
1680
068D
688V

098Y

766V
£66D

1

6860
886D

986V
9860

860

6160
8L6V

® SL6Y

9969

€969
2960

0960
6386V

8010
€G0TD
280t
TS01D
0S0TD
6%07T0
8%01D
L%01D
9%0TV

vP0TY
€%010

154444
0%010

8E0TD
LEOTD
9E0TD
SEOTY

€E0TD
H8TOTH
D8TOTD
48201V

g8201D
v¥8201D
82010

9201D
gco1n

12019
00T
61070
8T0TD

9T0TY
STOTY
Y101V
€T0TD

TT01D
0107D

L00TD
9007D
S00TY

€00TD
COo0TD
TO0TD
0007V
6660
V8660
866D
L660
966Y

1110

61110
8TTTD

€T110

IV
OTTTV

80T1D
LOTTD

v0T1D
€0T1D

00T1D
660TD
86070
L60TD

S60T0
wmmﬂu
16010
06070

88019

98010
49801N
801D
£8010

801D
080TV
6.0TD

LLOTD
901D
SL0TD
$L01D

TLOTD
TLOTD
0L010

L90TY

901D
€9070

901D
0907D
6S01D

LS0TD
960TN

06TTD
68110
88TTY
L8TTD

S8TTD
811D

08TTY
6LTTY

LLTTD
9LITY

€LTTD
CTLITD

29110
19110

6STTN

LGTTY
9GTTD
SGTTD

€GTTD
[4han )
TSTTV

8%11IN
LYTTD

YPITD
€VITD

i

6ETTD

SETTN
YETTD

CTETTD
TETTH

8CTTTD
LTTTD
9TTIN
STTIN

€TITY
2T

® LSTINn

SSTT1D

€G6TTD
2STTY

0GTTY

PAZAN

i

e 0¥%zIn

LETTO
@ 9ETIV
[ ]

1

ceTIN
T€TTH

62TTY

9TTTO

744 1)
€2T10

12219

61210
81210
LITTO

STTTD
Y1210

80CTD
L0TTH
901D
S0TTN

@® <20T1d

001D
66110

L6TTD

S6TTD
76110
€6T1D
26110

0EETN
mwmﬂq
STETD
YTeETY
€TETD

TTETD
® O0ZTETD
[

8TETY

9TETH

YIETD
mﬂmﬂb
60€TD
80€TN
LOETN
90ETY

Y0ETD

@® <CTOEIN

86CTT0

96210

i

0621H
68CTV
88TTV

98TV
S8TTY
8210

28TT0

6.LTTV

SLTTV
i2x4%)]

TLTTD
0.210
6921V

991D

€92T0

29TT0
T9TTV

|

YPETD
E€YETD
THETD
e
0vETY

EEETY

9L%ID

L9%TD
99%10
S9%10

29%1D
T9%1D

10991V

DOYHID
40%%10
20%¥T1D
aovvIv
D0%%T1D

LEPTD
9EVIN
SEVTD
YEVTY
EERTY
CTERTD
TEYTD

LTvIn
92ZH1D
qchIn
441
€CH1D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 33

CTESTN

8T391N
L2810
9T8eTH
4]
%CS10
€2391H
[44h 0
12919

8TSGTV

9TSTH

$ISTD
€TGTY
21810
TTS1D
01870
60810

T0STD
00STY

86710
L6%TD

® €671V

68%1D
88%1D
L8%1D
98%1H

£87TV
[4:A%)]
8710
08%1D
6L%T0
8L¥TD
LLPTD

ribosomal RNA 16S

e Molecule 20

13%

54%

31%

3%

Chain CA: ™

98N

TSy

3

L%D
9%
Svn
iig)

6€9D

S€d

ved
eV

ST

(4513

|

9%1H

i44%)]
EVIV

13244
0vTV

LETD

SETO

€e1N
TETD

0ETV

8TTH
LT1H
9TTH
szIn
jZ4 %]
€210
(44 %]
1210

61TV

Ngon

TETH

8.TH
LLTD

S.LTH

eLTV

TL2D
0Ley
6920
892D

S92H

£9cv

6SCH

LSTH
962N

jast4]
egen
cgen
182D

LT
741

8€TH
LETD
9ETH
SETO
YETO

Z%ed
THED
oven
6€€0
8EEY

fetoioh]
veED
£€ED

voen
£0eY

13441
(Y744

LEPN
9EWD
SEVD
YEPN

TERY

8THD
Lewn
9THH

7474
£T¥D
TYo
147!

61%0

254
€T¥D
(4541

0T%d

90%D

£0%0

TO7D
00%d
66€D

S6€0

T6ED
T6ED

SLen
vLEY

TLED

L0SD

208D
T0SD

867N
L6VY

v6¥n
£6%D

06%D

98%N

£8%0

(441

08%0
6.%0

LLYD
9L¥D

q89HY

089%D
489%Y
v89%D

iaigl

9%V
08%D
6%%0
8YHY

9%¥d
SPPD
YP¥0

l4440]

189D
083N

8LS0

G199
YLSY

TLSY
® T.80

899D
L99H
999H

€99V

1980
09sn

L8SD
999D

€89V

E£ESY
CTESY
€80
0€9D
629D

9280
o=}

{441

0Zsy

9990

799D
€990
YoV

0%oV
6€9D
8€9D

S€9D
%€9D
€€9D

629D
829D
429D
9zon
ST9D

cTov
114°2
0290

9TLd

STLY

789V
£89D

8.90
SLOV

7.9D

TL9D
0.99
6990

T8V
1080

L6.D
961D

oLV
S%.0

7.0
(4725

LL8D
948D
S.80

T80

F

998D
998V
98V

2980

648V

L

g8€80
vgesn

9€8D
gesn
vE8D
£e8n
CTE8D

1289

818D

2114
€180

F

608D
808D

908D
S08D
vosn

O

R LDWIDE
PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 34

0%60
6€6D
8E6V

9€60

0€60

LT6D
9269

TT6D

0zen
616V
816V

® G916V

E£T6V

1160
0160
606V
806V

9069

%060

206D
T06Y
006V

9680
S68D

€680
68V

90070
SO00TV

€007
C00TH
T00TD
0007V

L660
966V

Y66V

1660

LL6Y

@ G.l6v

® €69
TL6D

48201V

@ 08cT01d
) mmmmﬁo
0Z010
61070

LT107D

STOTV
Y101V

c1010

L00TD

TSTTV
1STIV
0STI0
67110
8Y1IN
LYTTD

15543
[443%)
%110

6ETTH

SETTN
YETTD

CTETTD
TE€TTD
0ETTV
62110
8TTTD
LZT1H

STTIN
¥CT1D
€TTTY

12110

61110
8TTTD

YITID

L

60TTD

LOTTD

€0TTD

00TTD

860710
L6010
960710

€607V

16010
06070

sge
i(q4%)]
€2CT0
[444%)]
12219

61210
81CTD

€1TTV
[Az4 1)

L0TT1H
902T1H

€0210
c0TTH

66110
86TTD
L6TTD

Y6710

99TTH
S9TTD

CTOTTD
19710
09TTH
6STT0

€STTD

68CTY
88TTY

98TTY
S8TTY
821D
€82TD
Z8TTD

LLTTO
9.TTH

€LTTD
TLTTD
TLTTD
04210

S9TTD

€92TD
29210
T9TTV
092TD
6GTTD
8GTTH
@ LSTin
9GTTY
4GTTH

€46TTH
TSTTY
TSIV
0GTTY

8%TTY
PAZAN

PHCTO
€%CTO
THTTO
15745

F

LETTD
9ETTY

YETTO

TETIN
@ TETTD

62TTY
82TTD

92TTD

® 09€Tv

8GETN
LSETY
9GETD
SGETD
YGETD
€GETD

0GETY
6%ETY
8%ETN

YPETD
EVETD
® <T%ETD
e
0vETY

8EETD

YEETD
EEETY

6CETY
8CTETD

43 0)
HTETY
o £ze1d

® TCETD
® O0CETD
@ 6IETY

8TETY

9TETD
STETN
YIETD
TIETD

90ETY

YOETD
€0ETD

TOETN

86CTD

S6TTD

€62TD

mw“ﬂu
9CTYTD
STYIN
445
€CHTD
(4445

61HTD

LIHTD
9THTD
STHTD

® €981V

® TO9ETD

ﬂomﬂc
L67TD
96%10
S6%10

€671V

06%10
68%1D
88%1H

L

¥8%10

[4534%)
8710

8L%T0
LL%TD
9LYTD

ELYTV
TLYIN

69%1D
89%TV
L9%TD
99%10

£9%10
[44%)
991D

NO¥¥TD
WO¥¥TD
T10%% 1D

HOPPTIN
DOPY 1D

F0%¥1D
aovv1v

YO¥¥1D

8EYTH

€ESTD
TESTN

0ESTH

8TSTN
LTSTO
9CSTD

€CSTD
2SN
T2STH

61GTY

transfer RNA

L1GTD
919TD
S18TD

€19TY
[43=91)
T16TD

o

@® <CTO0STY

e Molecule 21

17%

53%

26%

Chain AW

18V

6%V

Lvn
97D

0%
6en
8EY

SevY
v€D

I

620

(4]

Coe
cin
110

LY
SL0
L0
eLY
2L
TLD
049

: transfer RNA

e Molecule 21

21%

43%

32%

Chain CW:

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



4VIM

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
I
=
5]
o
=
+~
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

Page 35

677

pAZ1)
9%D

=)
+
>

6zn
8cy

i

e
ey
(44}

910

<+ 10
-
< ©

o
[t} ~ ) =
- © - =]

- o +
B o =}

messenger RNA

e Molecule 22

N

[\

3\

32

()

<

32

Yol

(]
2
©
3V

]

o

<

)

&)

® 9TV

e wav
@ €av

1144

messenger RNA

©
—
<

LN )
o
0 © N0
<o oo o

e Molecule 22

22%

52%

26%

22%

Elongat

Chain CV:

® 9TV

eTy
@ Ty

61D

L10

STV
e ¥V

e Molecule 23

e v

07D

@
[

LD

factor G

10n

14%

10
©
=1

46%

36%

2%
B

Chain AY:

=)
B
m

© O
(e ]
e H

10
o
-

™
™
]

TeY
0€d

8CL
LTL
9TL

{4

zza

81V
LTI

7N
€14

s
(0154

8a
LR

SA

0ETA

i
e

9TTd

0ZTL
6172
8T1S
LTTD

ST1d
YITIA

(434}

0TTS
607d

LOTA

SOTI

00TA
664
861N
L6S
964
963
v6A
£62

064
680

L8H
98D

€80

181

6.1
8.4
LLH
9.a

Ll

69A

3

T6T1
161d

L8TL
98TR
98TV
v8TA

1811

6.1d

9LTD

E€LTL

0LTH

9ETV

YETY

89¢H
L9TH

S92y
%921
£9cy
[44

649cd
8GTA

9gzlL
g6eI
L4190

Svev
4441

{47448

ovea

gecd

TETT

ogeH
6221

Lzel

etaac
4444

cgea

61CA

9121
STTH

€1CH
CTITA

90T

cocd
T0TI

SPEL
PPeL

TvEA
(0749

9€EL
GEET

€EeD

TEES

62eY

Lged

ey

£€2eD
TTEN

61€d

LTEN

STEN

E€1eY
(424
® TIEY

6081

COEH
TOET

86TA
L6T2
962D

162D

L8td
9821
g98ca
821

28tS

0821

8.LTd

9LTA
SLTY

LT

w1

(447

SThd

10%S

86€1

96€Y
S6ed
veey

c6ed

0LEN

1

£9€Y

TOEN
09€Y

8GEN

b

vqey
® €ESev

TS€Y

8ved
L%€D
oveN

0050

86%I
L6%4
96%%

£6%A

1674
06%d
68%3

98%L

£8%1

874

3

SLYN
bLVY

Ll

99%1

[4i29
1971

68%1

98%a
999D

1

0871

890
Ly¥D
vl

¥vvd
{4747:1
THL

LEVL
9€¥%d

-

STHS

boayu

L

09GA

8994

$99d

[4siefy

0SS

8%sd
Lysd
9981
S$SD
b
€780
t47£1

8EGA

PESI
€ESA
TESD
® T€8D

6281
8TSY

9TSA
Ggsd
44k
€284

T2ss

3

L1971
914d

HIGA

T16%
0TsA
60SH
805D

90s0
S0SD

O

R LDWIDE
PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 36

(472228

+

S€9d
YeEN
£€9D

0g9d
629D
8294

929V
STON

0Z9A

819D

¥198
€19d
ZT9L
TT9L

669d
8690
169D

LLSS

@® CTLSK

048D
6990

889I

§894

189%
089d
6.9A
8.94

v.L9a
€.94
cL94

6994
8998

£99L

Elongation factor G

6991
S4G9%
4=t

1893
089V

8%9d

e Molecule 23

9v94
SYoV
7hou
€991

2%

12%

43%

40%

Chain CY:

L9V
99L

8CL
LTL

GTH
44
£y

61V
81V

€14
11

(0154
61

LK
9
SA

9ETV
SETA
YETY

1€1d
0ETA
62TY
8TTA

9gTd
STTV

LD
TLL

802l

{oact
cocd
T02I

6611
86Td

9611
S61d

3

06TN

88TX
L8TL

08TA
6.1d

9L1H

i ZA XS

3

0LTYd

8911
L91d

S9Th

€9TA
TOTA
191d
09Td

8GTH

+

EGTH

189TY
0STI
6%TA

TYIL

o¥v1a
6ETH
8ETYH

+

L9eH

[434

649cd
8GTA

9GTL
S9G6TI

4t
7821

8%TH

9%CI

i4741
1574

154
ovca

8€TL
Lgcd

TETT

0gTH

L

ogen
Sced

e€ged
11444

ozey
61CA

LITA

STTH

CITR

(47499
TYEA

@ 9Eel
GEET
PEEL

62€Y

Lged

j44XS

TTEN

oced

LIEN

e1eY

e TIeyv
0TeY

80€d

Y0€d

TOEI
00€3
66TA

L6TH
6821
T8¢d

0821
6.LTK

LTYV

Y1

(4475

0Zva

€1%1

6071

L0%d

S0%d
7ovA

10%S

66€T

96€Y
g6ed
v6evy

C°6€d

06€A
68€T1
88EL

98€DH

£8EL
@ T8ed
18X
08€T

8LEA

® 9.LeV

vLET

TLEY
0LEN

89€d

99EA

¥ogx
£9gY

@ B8SENW

B
3

0TSA
60SH
808D
LOSX

G099

L6%4
96%%

£6%A
z6%a

88%L

98%L

£8%1

874

9L%A

YLYY

TLYA
LA

89%Y4

99%1

(4529

i

LSPT
98%a

87l
L9%D
9PvL

¥ovd
{53747:1

(0)7472)8

9€¥vd
SEVa

115748

891
€893

18SY

6.53

9480

TLSR

699d

i44:k!

919d
S1938

T16%

LSOL
989V

€994

7693

8%9d

SyoV
vPoU
€991
{47428

0%9v
6EON
8E9D

i

£E9D

0€9h

Lgod
9T9V

0Z9A

919X

€19d
2191
TI9L

809A

909K
G091
%09d

669d
8690
L6SD

s6Sb

7693

L8SS

L

18931

6994

£99L

1998

i

508 ribosomal protein L1

e Molecule 24

28%

43%

26%

18%

Chain BC

(429

8GN
®

96d

Lt

c4d
18Q

® 6%

@ 9%V
SYH

<
o
=

WL
0va

8ed
LEN

SEL
YEV

0EA
621

oTY

weca
€CI

T2k
0ZA

8TN

STA
vIx

(4%}
111

(=}
“I

©
>

O

R LDWIDE
PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 37

e o | 881a €90 | te1d 990 [ gerd | goeN 6924
o CIA L8TY z9L ° 0671 I TETT [ | 8ogu
[ | I 799 ° 687N 0ETY | T0TH 1928
TZTH | o9¥ | esra £94 62T 002a 9928
| ozIA %878 . 63 4T 18TV * 433 8219

611a
8T1d

9811 191
480 TTIH
96a 0CTA
§GS

9zTh
693 (1451
£81d 1
»3Y
£94 4410

9TTV

-
-
™ § 10
© © ©
ISR
e Koo

21%

€6TA 192y

6LTV 811d T6TL
LITL 1814
z8d 91TV 1

19a 8.1y

08I

21%

ETTV LL1D
(4314

06TA 84z
6810 1821

wLIY
60TH E€LTH ]

e eIy 1819 q523
(4314 8%y 9TTh 98TH
1114 BLIV 1 S8TA gazh

gl 8T TSz

[ X ]
-

o

w

3

oY
60TH (4341}
@ 6971
901a 0L1D 1812 6%Cd
081D
80Td 6L1S LyeV
9ved

S¥Td

iIIII
0
<
=}
-I

ToTh L91a
T0TI
00TI SOTH [ohc €07y

62TS 6€d 20Th 99TN

D

0 © I~
IIIIII‘” II‘m -
=00
49%
III- : IIIIIId
o &
¥ >
e e
: II
Q
13
=
47%
®
~ )
) &
IIIIIIIIIbJIIIIB
-

® Lgtd LEX 0071 ¥0TA SLT1 £%CH
863

EE€T L69

007D ELTA T¥Cd
TLIR

e lted
° 1871 — e I 0919 ® o9zen (] [ |
94178 — 183 | 68TV ® &gzl — 183 ° 8974
| oev 3gTH o Tzzd - oA 76k 84Ty | eed a s .
688 2131 = 621 £6a 1811 gzzh .= 6zd zeed
w | seM 01 9513 zzes w . gza %61 T82H
° gt I o A | gety 128d o 131 I %970 0g2a
° = 9zy o 88d 911 = [ ] | ezTA
2 sza 1 €971 f oF 68 69TV 8zTd
— $2a 983 | gera L72L — 06V | 8aTv Pxadl
€83 © €21 %81 1919 9121 < [t . 68s L8TH . 9gzn
m ° £83 0871 m (443 884 A 441
o ° I o . Ted [ en | 9871 2441
% £TZA % e ozd 98d [ | I
6LY 3 1519 I ) % . BTy 98a 19T
8.1 = 2 — =) 8TA 8k | oeTd 122
v = & L1d 8.1 ® 01T = LIL 8 6v1d ozzH
9L1 T91d n 91a LLY 6024 [@p] 9TH I 8v1d . 6led
QLA o ©gTA 9.1 8021 =) q14d 1511 812y
° I L0 bas gLA 191d [] O st 08Y 9v1E 112
eoooR . etE w4 0% IN ® S0z . e1y I SHTA | oted
P 2Tl e | S B |} | | s121
mms ® L611 zlb z0zd 0 0TL LLY THIA [ |
o 96TV <) AN f T LETT o) = | 6L 9ud THTA TreY
e 691 2ETT oliserall QO 8k o 9etd — = [ 8d qLT 0729 | oued
° %671 O [ I 691 qETY 8674 15} [a)] i [ | | 60gV 5.2
° o €614 j<B} [ ° $ETd [ | <5} 94 T LETd 8023
—_ o — =
61V o = e €E1D 367y o e | I | L0TD
e 99T 8211 T6TY M < vH 99d TETT | %6TI M < o 694 9021 [ 41
0611 -~ e 591 Corerr €614 -~ Coen pETY s0zA | ter
681N ° (@] . ed | %98 0£TY z6TY ) (@) A £eT1 %021 0LT1

19%

R LDWIDE

49%
o

erbDeBe

PROTEIN DATA BANK

W

29%

4°/O
-

e Molecule 25: 50S ribosomal protein L2

Chain DD



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 38

oy
€84
[4cts

0SL

©
<+
o

=) 0
+ 4y
| 2] =

8N
LET

YEA
€E€T

€1

6cd

pRAN

<©
IS
B4

I\
o
©

oca
61V

® LIL
® 9

4%

0TV
6CTN

9zTh
STTI

STTh

ETTA

TT1
(9%]
60T1a
80Td

701X

1013

[
© K~ © o
000D
oS A

T6I
T64

08Y

LLY

©
~
%

N
~
a

0LM
694

990

8L1d

9LTH

CTLTR

+

89TH

[4:15

63TV
8STV
LSTY

94611

[4:1%)
T19TH

6%1d

0%TL

L}

E€ETT

T€T1

69C4

L9Ts
99TS

voTy
£92H
cocH
192Y

o)

€azh
zGzh

8%Ts
LyCTV

444

Leca
9€TH

TETH
ogeca

8ccd
Lze

sgey
4441

1144
0ZCH

81cH
L1icH
9129
S121
4141
£1CH

1314
012d
602V
80cH
02D

17%

49%

mn L3

31%

50S ribosomal prote

5%

e Molecule 26

Chain BE

29d

69A
894
LGN

g9N
e #Sd
€9d
29T

099
691
8%h

© N~
<&
IIIII‘==

ha

8EL
LEY

Seb

E€EA

629
8cY

STA

o &
> O
= m

2Td
A

810

STd

-
-
=

6A
8%

ST

€D
[4's
[} ™

1

9TTA

€114

T17d

60T

SOTL

€01d
COTA

86d

964

84

284

08a
6.4

TLA

0LY

S9D

6674
86TA

96TA

26IN

681d
88TA
L8TY
981D
98TH
Y8TA

2811

08N

SLTA
vL1a

CTLIA

0471
691N

LOTA
9971
S9TA
voTH
€973

097X

0%1S

8€Td

SETH

e Molecule 26

® ©oTv
£0TH
[ o4
T0ZL

19%

50%

29%

508 ribosomal protein L3

4%

Chain DE

09N

[
~
10
=]

SGN

[4:p¢
1694
089

LYA
il

4729
€7D
cva

6ed

LeY
9eY

E€EA

© o o
5] ™ ™
< a a

921
STA

€TA
[44:S

6T

o
)
5]

L1a

S1d

_————_ €L2

-
-
=

[
) 0 © N~ @
[} II.J [T

-
=

TTIN

0TTH

LITH

€114
[43%)

0TTH

LOTL

SOTL
Y0TA

COTA

964

€6A

06L

L83
98d

3
i

T8I

©
~
~

0Ly

S9D

€91
29d

{414 4
191D
09TA
6GTH

9GTI

€8TD

445}
TSTR

67TH

Ly1d

86TA

R LDWIDE

O

PROTEIN DATA BANK

W

in L4

50S ribosomal protei

e Molecule 27



4VIM

21%

46%

wwPDB X-ray Structure Validation Summary Report

32%

5%

Page 39
Chain BF

| Tow SETH v0ZN e g9H 9671 L9% zETN
799 $ETD 1 %91 967a 990 | TSR
09s 1 T0ZA £9) 6T 999 08T
69k 6274 0oza z9u ° ® E6TA . . op9L 627D
85y | 8ezIv 66TH . 199 9ZTA | g6TT €91 8274
Akt 86TV 0958 ik 1674 291
L eziA L1610 69X ¥TIT o6t 0 ooy
o gTI1 9611 8ay €211 68TL & 091
L BerT g61a ® L8A 1 88T - 69
€211 | Y6IH = — 6TTY | esb 611D
1 ® €6TA 8TTV 18Y CerTd
088 oz1a | zeIT €81 LTy oGy 1114
® 6%V 1674 (4% 9T1a ag) | otta
8yl A | oeta L otan TIv £8TA [weg o gty
Lo 68TL e 0sS 17N | €41 I
9%y | otta 88TY 1 £TTV 0819
- o l¥) 1 6.18 f zITd
Az oI 0711 8.7d LbY TITT I
I | 601D LLTY o 9%V OTTY
#8TA g 80TY 9LT1 ap ° 0814
o e ek m W =
. osb LOTY 8.LT4d
6H 90TY 0819 %1 R (45} 9011 LL1D
8 6.19 oI 2 o TR S0TH 9L11
LEA | 8Ltd o TL1d 05N %018 qLTT
9gA LLTY EN 8gyu zoTd Lol olllBET oI $L18
gea 20Td = LEA TOTT 69TN o stA ° £LTT
wEM 1071 9gA | 00Tl 8974 ® LEA 0TI TLTT
[esTl 00TL | gea 664 L9TY P 00TH
ze1 | €LTA | ooty o g€a o 66W
. 18H L6k ZLIN <t e g6Y 9974 Yo e E1 864
0ed 1 TL1d — 974 — o eeu 160 8013
©6d L oLt - | gotA o o z&d 964 1913
° 691N = 4331 = o o1eA g64 1
. e 2 < cea e
92y LTV o o 1 €61 £9TV
ged 684 - A = = LT T L gerL
w1 88 g9TY o @F QI 164 1911
£2a 1 I — — ° ® 061 09TA
zey »8A €9TA < o %29 | 689 e 63TA
€84 | g g 1 881 °
z8I 8GTL o o o .84 °
° | 18d LGTA % % R 671 98Il
o 08V 9871 ) ) L74 3 ] 813 I °
| I o S 919 = e
g1S Lia ~ ® g1s — oty €8y €974
¥1d e 9. €818 D] ¥1d N . gTA 281
18 9LH [ £18 S K »7d
0 e 0o £1a
e B .. e
° BN PHII
I~ 0 1L 8.LS o evid
61 8511 N THTH 1 ™ [5'¢ Lour o thid
[ 0L | < - i1 < . o 9.8 o TEId
LE 69H £HTV = = 0911 502y = (@) 8y [ | 0%T1
[ on | ZyIM o A oA | eeTd | 1 3) M LT €LY I
e v 1 2 e v 8£Td z0Td < ey zLH
A 6ETd I o g A 69H [ e t0TA o g an TLL o L£73
- qoM 8£Td M < | e@ 893 98TL 00za M < $a 0LA | ogTy
[ %91 90gT -~ o 190 seTH 1 -~ o GEIT
[om g9y [sozy @ o T [ 994 €10 2610 ° O e 1

12%

39%
RLDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

50S ribosomal protein L5
48%

3%

e Molecule 28
Chain DG



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 40

Sy
(=}

L9

TGH

4

id )
Sva

t44)

-
Sy
o

[
™
=]

LEA

PET

o o
[l @
=m A

LgN

4

L1d

TIX

64
83

SA

€97y
(4198

9YTR

PPII
ev1a

SETT

€ET1

3

621D
8CTY

9T1a

€TIN
(441

L1T4

CT1id
1111
0TIV

L0711
9071
SOTH

€071

00TH

508 ribosomal protein L6

@
R
5

~
[
a

S64
61

8%

e Molecule 29

8%

0874

8LT4

SLTT

€LT1
TLTT
TLTY

69TV

SOTL

T19TL

6GTA

LSTI

SGTI

12%

52%

34%

@
Il
©

8%

Chain BH

6LA
8LD
LI
LN

TLT

694

L9T
999D

%91

T9H
094
694

LSa
968
§94d
Lt

T4
0SA
67A

SYA
47}
EVA

0va

9ed

€eT
(4%

62d

9TA
STH

ozy
6TA
814

918
STA
710

21d

SYIV
447
€710
(441
TPIA
(0458
6€TD
8ETH
LETA
9€TI
SETH

E€ETA
CETYH

0E€TYH

STTA

LTTd
e 9114
® STIA

@ EITA

0118
6074
80T1H

S0T1

86T

96V

Y64

261

0631
681

18T

78S
€81

838
08s

508 ribosomal protein L6

e Molecule 29

8%

-IIIIF-IIQ
© ©
A =]

46%

s
+

44%

6%

Chain DH

o
)
B

1838

6LA

9LA

3

0LL
694
89L
19T
999D

€95

694

€494
TGA

6%A
8%D

() N~
& &
I>fm

ova
6€d

0N

Led
9CA
(4}

£

L owm
151
21d

® 0911
191D

69T

LSTX
98TV
9GTS

cSTH
18TI

6%TH
8¥TI
LYIN

544

(445
TPTA

CTETH

0ETYH
6CTL
8TTd
Lzta
9T1d

2TTL
1271

L11d
e 9113

® ETITA

TTTH
0T1S
6074
80T
LOTA
90TL

e TOoTH

LLTD

508 ribosomal protein L.10

SLTH
YLD

P9TX
€9TR

e Molecule 30

22%

78%

Chain BJ

PEIX

TETX

621X

YTIX

TTIX
TIIX

TOTX
L6X
a8Y
78X
£8Y
78X
08X
6.X
LY

89X
L9X

7424

09X

84X

79X

TSX

08X

(424

6EX

LEX

€EX

LTX

gy

vex

€Y

STX

X

*

TSTX

e Molecule 30

671X

9ETX

508 ribosomal protein .10

27%

72%

Chain DJ

O

R LDWIDE
PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 41

vTIX
€CIX
2TIX

611X
811X

9TTX
STTXY
PIIX
€11X
TTIX
TTIX

*

LETX
9ETX
SETX
YETX

CTETX

e Molecule 31

0ETX

aTTY

508 ribosomal protein 111

14%

39%

47%

14%

Chain BK

8GL

964
g9GA
¥3d

18V

o o o
© o
@ 0
= a

<
@
it

.21
9Ty

€TA

H

v

e O0T1

8A

oy

(4}

152414

6ETA

LETH

YETH

TETY
0ETS

L2171
9TTH

£€TTY

50S ribosomal protein L11

e Molecule 31

11%

11%

34%

54%

Chain DK

LLT

3

Thd

[
oS
™
=

[
©
[
[}

o
2!
<

®

~
[
|

e}
N
-

o ¢
(Al
Y]

12d

[
~
-
=

IV

IV

9ETA

PEIN
€ETS

TETY
0€TS
621D

Lg1l
9TTH

€CTV
(4441

50S ribosomal protein L13

0T11
6110

9TIN

81

6.4

e Molecule 32

17%

57%

25%

5%

Chain BN

194
09I
693

LSY

SGA

€GA

184

6%D

wa
0%d
64
8EH
LEN
9€D
SeY

o o <
® 0 om0
H =t B J

8TL
Lgy
9T
e
j14)
€21

1

|14}

911
ST1

ETH

T1d
01d
6A

©
©
(5]

9d

€L

(%]
6074

90TH

€0TA

i

864
L6Y

S6d
v6H

161
683

883
L8T

98I
e ¥8Y
o

690

99
994

9€TH
S€Td
PETH

e Molecule 32

CTETY

50S ribosomal protein L13

17%

57%

Q= o @
@M 0|0 0
Hia B e

25%

5%

Chain DN:

ToH
091
693

LSY

SSA

€9A

T84

67D

9%A

vvd
€hL

wa
0%d
6€Y
8EH
LEN
9€D

8CL
Ley
9T
a4
44
€21

TTH

911
ST1
YIA
ETH

T1d
ot1d
6A

9d

€L

(3%]

90T

€0TA

i

864
L6Y

S6d
¥6H

1671

6831
883
18T

98I
83

08D
6.d
8LK
LLD

©
~
©n

i2X°}
ELL

0L%
690
893

99
S9)

(47

R LDWIDE

O

PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 42

89" £L0 L9 999 8ETT
L9% | T 999 F e g9y
I 1LY g9 vh1d 59X
. | 793 |
N 794 891 . 65T . TeT
g9 R L9% 8ETT €18
o [ | & 993 LETH 0gTd
N 693 - | goL I 691 621V
- 8 $9Y 691 8ZTH
30 . eon N I vETY 2 oI iai e
1 z9A - 1 x 9gs 9zTA
$9H [ | 938 1€18 | gey 1
| oead 2z | gy | 0£Td %99 €211
2GA [ | 599 eIy €99 ze1d
[ | 694 €89 8ZTH zed 1
674 8bd zqa Radi 194 6118
. 8bd [ | ol 9zTA ° 8119
LyI 2441 g ° I L71d
Lo TTTA | e 67 Lo
g | ogra K Y | 8bd €211 L5a ST11
CowE 6TTd ) 0%A (2451 L%a zTid 9wy L BIIL
2 £HA | 8TV | TeIA o 9% 1273 gp1 ST
@ zvs LTT1 ozTa I 1 [ | TITT
TRV L ot1s 1 8119 . zvs 1174
ovA STTA 9D L1171 N €59 1118 N THY i
. oesI H1TI gen 1 3 (474 I <+ 0%S 6079
8EA I f4151 %Y | een |
L£a Lot 08 PITI 8eh
| oen 433 TN . oeed £TTN I
SEA 807d TTTd 8eh (4351 S0T1
_Al_.. L0t M 1 w [ | 1174 Klu GEH 5019
— 9071 — 801d — £ey | 01T — . .
1% qo01a L0TY 438 6019
g $0T4 R 129 9071 = ey B~
w £0TY w 923 gora w 0£L m eV 0071
o [ | o g1 $0TY o . 6ed o 0EL 661
= 129 664 = %2 o 829 = 861
& 9T 86 - | eew oI a | R & I | u6a
— | g1 164 — 44 101d — 14 £0TY — LTH 961
< %2h 1 < 120 oo = < azs zote | < I ]
m I m 5 ozH 664 m {24} T0TA m 064
o o z6d o § 611 . 86A o £2d 0071 e} %29 68V
% & 120 161 % 8Ty 164 % e I 1 % 0 1
® [ | Lo 96L g 961 I 983
Q e 8 S Q &
= I 88N — 91y 1 — @ 02 964 =]
— 8Ty 1 = 6 = I 1 =
@) LT4 g8y wn 1 wn 68V @) 8Ty z8o
] 144 z8N =] €IN =] LTN 88T = LTY 180
10 419 180 0 z1a 88N 0 C oo [ usa 10 | oomw | o8k
& [ wtL | I & 1Y mE i a1y 983 i aTy mE
eIN ° . omA N /o- 25’1
I o z1a 8Ly OEENEN S 6a cov » 3R l M & I oLy osty
<) = TV LLT o) = T8N <) - 431 [P 6718
= Q9 o | 2 S e = & e = & 75 i
o m LD o ) 9L o m 01d 9.3 o ) o1d av1d
< o £.a 2 o I 8.4 < o o oen 1 < o | oen [ f4at!
[=) 3= TLd ) = - LLI ) = 8d zLd &) = 8d Ia
9L 124 g | e B SRR 7V O o 0L
M ] Lo M <= e aLs M ] 91 oLb M = 91 °
° o 691 ° (@) ™ 7 ° o a 1 | ogtv | ° O e « 6T

D E

R L DWI

O
PROTEIN DATA BANK

W

erbDeBe

e Molecule 35: 50S ribosomal protein L16



4VIM

11%

54%

wwPDB X-ray Structure Validation Summary Report

34%

4°/ o

Chain BQ: ™

Page 43

694 | sera | osoI — —
891 PETY 194
L9¥ £eTY 991 197 L97
I TETA | s9d ® TETA | 9on . 991
TETI . $91 TETI S91 [ |
o o
094 & 199 % I R 091
| eou - 094 - ToH © 65a
84 9z1d 694 921d 1 oI
1 4% 854 | ger1 899
qgA 243t | L8H HTIH 194 983
HGH £¢TH 95y £2TH 98) [ |
£8y 1 agA 441 1 28I
. zeh 0211 HGH [ | £9H [ |
194 6TTY £qv 6TTY za1 6%
1 8111 T 81T 1 8
8va I 79 i 6%a
L3I 9118 8
9vh STIH STTH | 811E
| osnh YTV R L BTIV LTTA £va 1
244 1 PN I £TTh I R (420
521 1118 < A8 %] W_ €% N I 134t
ThI OTTL 1118 < TH PITA < PITA
THH I 0TTL THY L ettt 6€d €111
1 0wy TITY g€ L ey
L1 ° 6€d 1 [ | 1171
1 I I 8EA 60TV $EI L otmd
P S01d 1 8079 £ey 60TV
o1 oI © I~ €I | - | zen
— — £ey q0TY — T€H
0eD ZOTA — — [wore I
| toty o el 0019 £0TY q0TY
. 0015 = .1 B~ I = 821 »o1Y
66d w . m w 128 £0TY
9k 863 o 0gD o 821 0071 o 92y 2018
1 = 624 = 128 663 = 141 L 10TV
a6y o E oF 9z | 61 o 72 0071
zey $6A — 76 — | osey L6A — g 663
12l €6X < . g6k < 24 964 < zeu | 861
o z60 g 26 g Cen e £ o 6
e 619 168 o N I Q 441 H6k o o 021 964
oy z I3 e 2l owm o & ¥ mews msem
LTT 68N el 44 68N A b 0z1 z69 el ® 811 76k
974 889 — ° | 88y =] 61V 1 — 114 £69
| gy 18 = 18 = 811 680 = oTH
»14 wn 171 | 98y wn 174 1 wn g1
£Th ] 9TY a8y ] 9TH 98y ] oIS
z1b O I 1 1O 1 O ETH 98y
Lot z84 o z8 . £1H 1
o1y 180 RN £1b [ ] ©Q zw L 81
6% 0ga o™ z1b 8Ld o 1IN OCEEN
. osd 6.1 o) = T LLY [P 3 011 084 o) S 6%
s sz = < or = & = & e +
| oow L0 223) o [ 1 o m o )] 5 9LA
L 9L 0%TY 2 o I €Ld QI < o L4 < o .1
vd Ll I o = — zL o = 9.0 o .= Cow
€N BLE M < CoTua 6£1d M < 1 M < gLA
1 LETA -~ z1 0Ld = €H €LA ] zLa
oLd G ° o Com | eod ° (@) 2y zLa ° ) 2y )

24%

D E

R L DWI

O

erbDeBe

PROTEIN DATA BANK

45%
W

26%

7°/ o

e Molecule 37: 50S ribosomal protein L18

Chain BS:



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 44

221
€LT

TLY
049D

o4
€9L

861

961
eic)
791

2as
TSY

6%A

O%A

a2t

0O
m o™
o HHA

CTOTV

9L

e Molecule 37: 50S ribosomal protein .18

6%

28%

42%

28%

12%

Chain DS:

o
-
[

TLY

o
~
©

L9Y

S9A
vod

[4D’8

® 099
69)

[ )
e
10
=

96T

® 9T

Tss
18V

e wvi

D

—

—

=

o=

O
® eV =
=
o
—
=
]
95)
Q
£
o
-
wn
=]
I
o0
[ap]
<]
-~
=
O
<]
-~
=
[ ]

SEI

£EN

1€S

@
o
=

©
5]
-

1L

3
i

LY

601D

L0Td

COTV

[ < 10
© 2] > O
~ - om

©
©
<

28I
78D

LLY

bLY

o
N
Al

[
o
as)
=
z
B
@)

22%

25%

CTETN

6CTY
8c1d

STTY

*

1211
0CTY

8174

91TV
ST7d

(431

6072

PoIN
€07H
2071
TOTd
007X

66T

£64

060
684

180

e}
@
B3

-
©
o

e Molecule 38: 50S ribosomal protein 1.19

9eTh
SETV

22%

3

41%

=
<
.=1

34%

°/ .

Chain DT:

99A

o4
€9

e
L

09L

83N

184

L%
ova
Shd

[428

b=
)
<

STH
¥cd
€Y
(44

0zd
611

9T
STA

T1s
11d

© w-
] I3

g€etd
TeTH
TETY

6214

STTH

+

11429

6114

P11

T17d

60713
80TY

SOTT

€014

1074

N~ O o
© © ©
aH>

™
©
Pt

[
~
£

LLd
9.4

L8

TLD

69D

@ B8EIV
® LETY

SETY

e Molecule 39: 50S ribosomal protein L20

14%

41%

43%

Chain BU:

SLN

4

89V
L9V

991

€90
291
TOM

684
8GY
LG4

0vd
6€T

Led
9

ven

9TH
e}

TR

19’8
STH
YTH

(41

0T

44

cd

D E

O

R L DWI
PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 45

*

6071
8073

9014
GOTA
$0Th

T0oTY
007A
66V
86T

S6'1

€61

684
881

3

€81

081

LLS

e Molecule 39: 50S ribosomal protein L20

2%

Chain DU: &

14%

48%

38%

08I
6.4

3

SLN

+

0L¥
69D

S9I

€9
29I
oM
091

894
PASES
98a

€94

T84
0%y
6YH

LYK

OTTA
6011

*

S0TA
010

00TA

96V
S6T

€63

= o
D O
a e

682

o, w0 N~
© © @
AN K=o R

e Molecule 40: 50S ribosomal protein L21

0/ o

Chain BV:

18%

49%

31%

~
—
©

694
894
199
994

Y9H

TOA

68V

9GS

o
I
=

6%L
8¥%D
L¥A

SHL

%D

6€T

9€d

ved
€EA

3

8cH

ben

4

€14

[N
™ & 10 Q =
< H > X Moo

101D
00TYH
661

S6'1T

6L

06d

e Molecule 40: 508 ribosomal protein 1.21

26%

44%

30%

Chain DV:

093

@
0
<

98s

%90

{41

6L
87D
PAZN

6€T

SET

0€D

©

N

[}
o
S
—
5

Px4 §

e}
3
|

£TH

©
-
M|

0
=
(5]

€14

o
bl
>

TTh

©
[

o

M 10
< H >

e Molecule 41: 50S ribosomal protein L22

TH

T019D

863

S6'1

€63

06d
680
884

6LA

LLY

SLd
23

TLA

693
89%

994

5%

Chain BW: T

.

9%

57%

34%

o o © I~ O mm
o N o ®
e - M0 5]

691
894

S9T

£%D

L2

6EL
8EL
LEY

SEI

©
—
£

™
-
(239

OTA

® EITY

® OTTY

90TI
SOTA
YOTL
€0TI
COTH

00TL

863

e Molecule 41: 508 ribosomal protein 1.22

c6Y

r

=]
@
%

12%

50%

36%

o
I
=

4%

Chain DW: ™0

-
- am ~ @
= oo -

441

8EX

1€d

9Td

o .
I
|

TZA

8TY

91N

0TA

D E

O

R L DWI
PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 46

e Molecule 42: 508 ribosomal protein 1.23

14%

39%

10%

Chain BX:

e Molecule 42: 50S ribosomal protein L23

4°/ o

Chain DX: T8

15%

..II“ IIII}lﬂll‘n III-‘\l IIIE‘1 II‘D IIII
) 0 © © ©©’ o
= £ x i [l o

44%

41%

Sia

TLY

0LT
698

£vA

ToN
0¥
6€1
8€d

9N

£8A
[4:1}

e Molecule 43: 508 ribosomal protein .24

7%

Chain BY: o

29%

39%

30%

o3
€94

79I

L

99d
GG

v

<+ 0
I¢¢
o

]
<
=
o o000

=)
<
5]

LEA

YEA

oy

€cy
(44

0Tk
611

L1S

STA

e Molecule 43: 50S ribosomal protein 1.24

€TA

T1a

83

44

€0TD

TOTY

66D

961
S61

06T

8%

€81
28d

21%

45%

32%

8%

Chain DY: I

<©
©
%

A%

293

99d

€4d

TSA

5id

iR

472

<+ N~ © -
) ® ™ <
N = - o

0EA
6zd

LTA

£€cy

0ck
614
819
L1S

STA

ETA

-
) -
B [=]

83

e}
=

€0TH

TOTYH

o <+ © ©
[} ) <) o
= B =] =4

e Molecule 44: 508 ribosomal protein 125

12%

49%

37%

2%

Chain BZ: &

O

R LDWIDE
PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 47

0EN
[ eTa

8T

ged

<+
s
=

11d
(%S
64

LY

ST

©
~
IM1

€L

ST1D

TTIA

7074
€0TY¥
C0T1

661
861
163
96A

T6S

06A

€811

6.1d

LL1d
9.1d
SLTA
YLIA

0LTL
6973
8913
L91d

T9TA

63Td
8GTd

98T
S4T1
¥41a

TSTH
0871

9%1I
Sv1a
443!

10%

48%

508 ribosomal protein .25
40%

3%

e Molecule 44

Chain DZ

TLA

+

L9T

S9h

€90

6ETA

@ LETI
9ETd

veTd
€ETI

621S
8TTA

TCTH
0ZTI

8TTh

9TTA

3

TTTA

60TV

v0T4d

€0TYH

664
861

96A

Ly

15%

DO H M0
D © © © © © O
HE<ad>AQAo

48%

37%

508 ribosomal protein L27

10%

-
10 © o
N s 0

e Molecule 45

Chain B0

~
D
B

- O o
< [r ] ]
[ = o ~

€hL

(4]
6€Y
8EA
LET

620

9Tk
ST
49!

50S ribosomal prote

Tel
ocy

918
S1a
A%

CIN

1%

51%

L27

1n

®

=

18%
38%

©0 0 o O
NN~ ®
o @ > >

e Molecule 45

Chain DO

©
©
=

oL
694
891
L9A
99A

v9a

oV
094
661

PAES
96a
el

€SN

TSA

8%

vy

€hL
[44)

e O0%d
® 624
8EA

SEN

eV
cey
TeEA
0EA

et
i}
€A
® <Tid

0oz

e 81

® SL1

8%

49%

41%

508 ribosomal protein 1.29

3%

e Molecule 46

Chain B2

w1y
€1Y

07T

83

9A
S

(4}

R LDWIDE

PROTEIN DATA BANK

w_ 0



Page 48 wwPDB X-ray Structure Validation Summary Report 4VOM

e Molecule 46: 50S ribosomal protein 1.29

Chain D2: 42% 51% 6%

o o ¢ 0 mmo - o o mma o 10 © K@D O - m DO~ ®©DO
© o aaa o o o <+ 0 19 1010 10D 1) © © © © © © ©©Q QN
B B [ (] = o H ] aa o H [ e iy = = I~y

e Molecule 47: 50S ribosomal protein L30

- - ~
o —
= 0

Li0
R14
L16
P18
K29

[fe}
=

V6

Chain B3: 52% 37% 10% -
O — N mmw o o~ < © — © O O o < 0 o
Lol b= B ]
e Molecule 47: 50S ribosomal protein L30
2
Chain D3: 40% 52% 7% .
[ X J
Iﬁ: e SISI:% SEE E'§'§I§I§I§§§ 5."3 S3ITES EIEI‘E BE §I§I§
e Molecule 48: 50S ribosomal protein L32
2%
. B S m
Chain Bb5: 49% 39% 10% -

T26
T29
V31

© I~
™ ™
(S

K40
V45

[ ]

PN o o o 8] <+ M
0 O N~ 0 - - - N o 3] <+ & &
=Y e < < om £ < A m e

e Molecule 48: 50S ribosomal protein L32

) < ©
54 ) )
(3] ] |

2%

. . T
Chain D5: 37% 47% 12% .
[ ]

I;: 2.:2 QIE EIE EIE 288 §I§ 5-?5'-5-@ g8=y EIE-EIQ 3 5.@.
e Molecule 49: 50S ribosomal protein L33
40/0

. - P

Chain B6: 40% 44% 10% 6%

o (]
® 0 © N~ o om © o - ~ o o
«© |8 e 3] ®mm %) Pl
BNl B OB MO X = B A= o AaEO m

e Molecule 49: 50S ribosomal protein L33
20%
Chain D6: 30% 46% 22% .

(X ] (] (] o0 o
o <+ ~ ommm ¥ - o ©~ oo ]
0 © N oo |Gl - - - g aa ™ © ®momond S
B - 2] x = BME = HE O o

e Molecule 50: 50S ribosomal protein 1.34

@
0 0
Mo

E24
K33
K38
T47

Li1
E15
K25
K33

WO RLDWIDE

er

PROTEIN DATA BANK



Page 49 wwPDB X-ray Structure Validation Summary Report 4VOM

10%
. — —
Chain BT: 35% 59% 6%
[ ) ] [N X J
e MO OO (3] O N~ 0 OH AN M ~ (<] AN SN 00
E‘.ﬁl'&% g'.s::ssls.ssslgsgzmlglalzsm £33
e Molecule 50: 50S ribosomal protein .34
12%
Chain DT: 47% 43% 8%
[ ) o0 [ X X J
BBl e B
e Molecule 51: 50S ribosomal protein L35
9%
. h
Chain BS8: 27% 48% 20% 5%

K26
E54
A55

o (] LX)
- NN M 0N~ 0N M ~ © ™ 0O o go < ~ o= o © @
o 0 © ) oo oo A IS M ommmmonm s + < 10 19 1 0 ©
o X E 3} XX B <0 = = ] = =ox 3} = ] P~ =] X =1 o

E65 @

e Molecule 51: 50S ribosomal protein L35
28%
. =
Chain DS: 34% 41% 17% 8%

[ N X ) e (] (X ) [ N X )
- ~ oo ~ i (Bl o © ~
o © oA 3] o |8 o 3] 1
A P Bo<to 2] o = 3] o

e Molecule 52: 50S ribosomal protein L36

24%
. .. —
Chain B9: 32% 51% 1% 5%
(X ] [ X X ] [ ]

[ ] (] °
- om ] o o $ 0o
10 © N~ © o Il ® mmmo
<> X o £ = A MOoOxo

e Molecule 52: 50S ribosomal protein L36

A10
R13
via
116
V22
V23
K26
I41
G45
R46
K47
F48
A51
K52

R19

o ©
] N
) -

G21
V25
c27
H32

19%

Chain D9:
ain D9: 51% 46% .
[ ) [ ] [ ] [ ] [ ] o0
o - m 0 OmEEN M e} o o <+ ©
(3] w0 ~ D H A - - o N oN [ (3] (3] (3]
= - Ed mHDD A X X > ~ > Ed -9 == o (=4

e Molecule 53: 50S ribosomal protein L7/L12

14%
Chain Be: 85% 15%

WO RLDWIDE

er

PROTEIN DATA BANK



Page 50 wwPDB X-ray Structure Validation Summary Report 4VOM

° o o o000
& o~ ~ EmSm
-
10 © © o
[ = < o ]
6%

e Molecule 53: 50S ribosomal protein L7/L12
L -

Chain De: 87% 1%
[ ] [ X ] [ )

(] (]
™ 0 L0 o 0 ©
L0 © oY N K @
a HAax ®m 4 A M

e Molecule 54: 50S ribosomal protein L7/L12

L64
K65
L78
X100
vii8

- © N~ (=3
© © © <)
- o B

E94

K113
V118
A120

Chain Bf: 100%
There are no outlier residues recorded for this chain.

e Molecule 54: 50S ribosomal protein L7/L12

Chain Bg: 100%
There are no outlier residues recorded for this chain.

e Molecule 54: 50S ribosomal protein L7/L12

Chain Df: 100%
There are no outlier residues recorded for this chain.

e Molecule 54: 50S ribosomal protein L7/L12

Chain Dg: 100%
There are no outlier residues recorded for this chain.

e Molecule 55: 50S ribosomal protein L7/L12

Chain Bh: 100%
There are no outlier residues recorded for this chain.

e Molecule 55: 50S ribosomal protein L7/L12

Chain Dh: 100%

There are no outlier residues recorded for this chain.

e Molecule 56: 50S ribosomal protein .28

27%
. W
Chain B1: 30% 45% 24%




4VIM

wwPDB X-ray Structure Validation Summary Report

Page 51

89d

O mm M ©
vl © © ©
3] ] o

[4ct:s

Lv0

SN

t474]

8€ES

9€D
SEL

™
™
£

T€D
0EA
62D

LT3

10
[
]

STA
441

I\
o
©

610

<+ 10
[T} ~ © =
3] H ® >

™
£

b
)
B

508 ribosomal protein 1.28

8.4

e Molecule 56

—
5%

© ~
10 1o
S ]

23%

52%

37%

20%

Chain D1

oA

651

bav
€GA

TSA
08y

8%

SPN

00000000
@ ]
™ <
%] o

o
® m
= o

LTH

*
5!
<

e€e

610
811

PIA

o0
®
-
)

Ty
e 0¥

LI

+
>

ex

50S ribosomal protein L31

e Molecule 57

14%

46%

40%

9%

Chain B4

{4y

STI

€14

0TA

81
Ld

D

e Molecule 57

(4}

508 ribosomal protein L31

17%

17%

49%

34%

23S ribosomal RNA

Chain D4

~
o
=

8z

o I\l
] o
= -

©
-
o

™
- < 10 © ~ ®© =
= B H oA "

e Molecule 58

O/ o

16%

55%

28%

Chain BA

88D
18D
9GY

bl

{44

©
I
©

sz

ovTV
6ETH

gLETH

9ETH
SETD

TETD

8T10
LTTY
9TV
erq 1]

1142

LTTD
9110
ST1D

€T1D

(a%]
607D
80710

90710
G010

20T1H

Y
=2
S

~
[
(&)

60

180

489
v8Y

189
089

~ ©
N~
o<

SLD

gLy
i
TLY

L1TH
91TV

434 )
T1TH

012D

9020

coen
102D

8610

S6TV
761D

2610

VIviy

LETD

TETH

ogzn
62TV

€620

0629

88¢0
182D
98¢0

v8cn

13:14)]
0820

LLTD
9LTY

DELTD

FELTD
ageLed
0€LTD

TLTD

¥

10.29

F

00.z0

NoLzn

10420

R LDWIDE

O

PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 52

08eN
6.€D
8.L€0
LLED

vLEY
€LEN

TLEV

4€9¢en

9zeD
STed
14434

0zey
61€0
81€0

£9%0

0S¥%H

PA4A

SY%0

5441
444
547"

70%D

covy
109V
00%D

86€D
L6ED

L
i

£6€0
T6ED

129D
028D
6750

609D

LOSY

¥0sn
€08V

008D
6670

¥6%D
£6%D
4344
169D
68%D
88%D
L8%D

8LVV

9L¥%D

TLYY
LYY

69%D
89%D
L9%D

S9%H

£9%D

1970
09%V

9S¥%D

vavy

7630

T6SD
1690
068V
689D
889N

€899
T88DH
1890
089D

LL8D

TLSY
0.8
6990
899N

efeleh)

199D
069D
679D
8vav
LySY

6€49D
LES9D
9EGY
fefasho)
veSN

T€90
0€SD

¥Tan

LS9n
9999
eisiel §
¥son

ceon
159D

6%9D
8%9D
L%9D

6€£90
8€9D

869D
L6SN

969D

LTLY
9TLD
STLD

€TLD
TTLY

0210
6T.D

L1LD

TTLD
0T.d
60.0

90.V
S0LV
704D

8690
1690

6.0

€8LY

T8LY
08.LH

TSLY
0G.LY

LyL0
OvLY
S¥.LD

€%.LD

0v.L0

LELD

E€ELD

TELD

6T.LD

T8V

898N

LEBD
9€8D

€80
£es8n
TE8D

0€8D

8c8N
Lgsn

74311

618V
818D
L18D

ST180
180
€180
T180
T80

TO0TV
0007V

8660

966V
S660
7660
£66D

LL69D
9160
SL6D
av.L60

TL6D
TL6D
0460
6960

1,960
9969

€396V
486D
TS60
0869
6%60
8¥6D
L%6D

Shev
7¥6D
£v60

TLOTD

€90TH

6S0TH

LS0TY

¥S01Y
€80T10

67010

%010

LEOTD
9€0TH

¥€01D
€€0TN
CTEOTY

6201V
8201V

92010

%2019

1201V
0Z0TY

8101D

9101H
ST0TH

11019

80070

S00TD
%0010
€00TH
200TH

CETTY
TETTD

8TTTY

9TTTY
STT1D
Y110
€2T10
(4435
12110
011D

8TTTD

YITID

(4335

60710

LOTTD

SOT1N

2OoT1d
T0T10

9601V

€60TD
26010

680TH

L80TH

€8010
28010
8010

6.L070
8L010
LLOTY
9L07D

TLOTD

S0TTN

€0TTD
20TTD

00210

86110

96110

€6T1D

06T1D

L8T1D

¥8T1D
€8T1D

08110
6.110

LLTTY

YLITY
€LTTD
TLITD

L9110
99110
99110

€9T1D
29TTD
19110

F

9GTTY
SSTTV
YSTID
€GT1D
CST10
TST1D
0GT1D
6%11D

LPT1D
9%T1D
SPTI0
YPIID
EVITV
Iy
ZviIn

PAZ4A )

SYTTD
¥%C1D

1572941
[0iz4 1)

8ETTH
LETTY

SETTH
veTIn

2ETTH

0ETTD
62CTTH

L2TTH

STTTH

%2T10

€TTTH

0zeTY

L1210
9121H

EITTIV

11210

60CTH
80TTD

902TH

TEETV
0EETD

LTETD

STETD
Y2TETD
€TETN
CTTETY

L

LIETY
9TETN

TIETD
0TETD
60€TH
80ETY

SO0ETD

00€TN
662TD
86210

961D
96210
621N

16210
06210
68210

L8TTY

S8TTH

18219

6,219

LLTTH
9,21V

VLTIV

11710
[574%]

80%1D
LO%TD
90%T0

00%1D
66€TD

96€TN

S6ETY

v6ETN

88ETH

S8ETH

v8ETY

08ETH

R LDWIDE

LLETD
9LETD
SLETD

TLETN
TLETD

LOETY
99ETY

L

CT9ETD
TOETD
09€TY

8GETD
LSETN
9GETH

YEETY

TGETN

+

SPETD
YPETD

THETY

O

PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 53

TLYTY

69%1V
89%10

99%1D

v9%10
£9%10
29%10

09%TV

LY%1D

SEVTD
YERTY

£€CYID

LT%1D

6E€9TD

TESTD
T€41D

0ESTD
65TV
8TSTY
LTSTD
9TSTH

v2Te1d
€250

80STY
908TD
momﬂo
T0S8Td
T0S1D
0087D

66%10

9671V

T6%TD

0671V

88%1D
L8%1D
98%TY

90971D
S09TD

S6STD
691D

T6STO
T6S1D

68910
888910
L8SGTY
98891V
98910

28810

0881V

LLSTD
9.ST0
SLSTO

F

TLSTV

9981V

€GSTY
TSSTH
TSS10

04910
6991V

L991D
9991D
9991V

19919
09910
69970
8499710

2G9TY

0891D
6%91D

99919

2h91D

€291D
Nwmﬂa
619TD
8T9TY

9T9TY
ST91D

mwmﬂa
99,10
S9LTD
Y9LTD
€9LTD

-

mmmﬂ<
mmmﬁu
0G.LTD
67LTY
8%.LTD
LYLTD

EVLTID

EELTD

0ELTN
6CLTY
8TLTD
LTLI0
9TLTD

8TLTD
LTLTD

OTLTD
60.T0
80LTD

P0LTD
€04TD

TOLTV
00LTY
669TD

Y6910

€691T0
T691TN
16910

L
#

L89TH

78910

6910
8L9TD

6E8TD
8E8TD

TEBTD
0E8TD

8C8TH
LT8TD
928TH
S8ty
281D
£281D

618TY
8181N
LT8TD

71810
€18TD
18TV
T18TH

|

908TD
S08TN

T08TH
008TD
66.TD

LBLTD
96.1T0
S6LTD
P6.10
€6.LTD
T6LTD

06.TD
68LTY

98LTY
G8LTY
Y8LTY

T8.10
08LTY

8L.LIN0

F

TLLTD
TLLTD

16TV
11610

LO6TD

S061D

20610

66819
86810
L6819
9681D

£€6810
26810
681D
068TY

18810
98810

¢wmﬁ<
18810
08810
61810
81819

TLBTV

YG61D

TS6TY

0SG6TD
6%61D
® 8%61D
® L%61D

® S%61D
vv61IN
e €£¥6In
Th610

0v670
6€6TN

[
mmm«u
TE610

@® O0€61D

wwmﬂq
® ©261d
£261N
TTETD

6161V

ST670

® LvoTn
® 9%0TH
S%0T0
%020

8€0TH
LEOTH

£€0TY
2E0TH

S20TH
¥20TH

0ZoTY
610CY
8102H

S10TY
y10TV

L

0102H

L0020

S00TY
002D

T00TY

96610

6610
£6610
T661H

06610
6861D
886710
L86TD

S86TD

0861D

LTTTY
9T1TH
ST1TH

€110
[A%14]
11120
0TT1ZH
60120

€0712D
coten

L6020
96020
$S6020

0602H
68020
880TH
180TH
98020
8020
%8020
£802H
[4:114
18020

6,020
8020

TLOTH

89020

9902)
S902)
%9020

880V

£390TH
TS0CY
0802D
6%02H
8%0TH

8GTCY
L8T1TH
9812H
i) 4]

€812H
{44 14]

3

Ly12H

SP1T0

L

0€12N

82120

89TV
L9TTY

9220

{41441

092¢Td
6G2TH

eet4 4]
144

V14 4]

8%TTO
PAZ44)
9%2TH

vvTen

[4744)]
134441
0%22d

9€TTI
SE€TTH

e£gcen

T€220
0€TTD
62TTO

LTTTY

mum««
812TH
L12TH
91¢TH
S12TH

€1een

90TTH
S0TTH
661CY
861CY

S612O
612D
€612D

9EETY
SEETY
YEETD

zegeTN
TEETH
0€ETD
62ETH

LTETY

SceTH

81ETH

9T€TI
STETD
Y1ETO

z1eTn

0TETY
60€TY
80€TH
LOETH
90€TD

Y0€TH
£0€TH

TOETD
00€ZH

wQMNq
S62TO
6220
£62T0
622D
16220
0622H

88Ty
L8tTy
98Ty

¥8¢Td
2214 40]

L

8.TTV

S.TTO

€.3TY

0.22H

66€TD

LBETD
96€TH
S6€TO
v6€TO
£6€TY
z6eTY
T6ETH
06ezn
68€TH

L8g€Tn
98€TD
498€TD
»8€TH
£8€TH

T8ETD
08€TH

8LETY
LLETY

SLETD
vLETD
€LETH
TLETD
TLETD
0L€TH
69€TY

L9€TH
99€TY
S9€TH
v9€TH
€9€TH
29€TH

09eTy
6G€TD
8GETH
LSgTn
9GETD

YGETD

cGeTy
TS€TH
0G€TD
6%€TH

ZHeTO
TvETH

65HTY

L8ven
iatix4)
2¢48%Td

174
08vey

8¥vTY
LY9TD
9%¥TH

£¥HTO

%920
0%%2d

SEPTY
vEYTY
€EVTY
[4%5%41

8C¥TH

laza)
SeThey
4749
£Then

0T%Td
61%2n
81HCY
L1%2D
91%2d
a1%Td
i25%4)]

125741
[5%4]

80%2N

£0%2D
20%2d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 54

TESTH
Tesey

,TSTO
92S8TH
STSTH
¥csed
€289TH

028Td
618920
818TY

9182H
ST9T)
¥rsen
€19TH

L
i

60S2H

L0ST)

® ©v0Scn
€082V
°

008zN

86%20

96%T0
S6%TH
¥6%CD
£6%2n

88%TY
L8%TH

S8%¢H

£8%20

08%2d
6.%2H

LL%TD
9L%TV

TL%TH
1.9

8649TY
L6STH

6920
£6520
26STH

0692V
689CY
889¢H
L889TY

289TH
T89¢H
0852N
6.STD

S.ST)
j25c14)
€L8T0

TLSTD
0.92H
6992H

S9GTY

¢9scn

09S2)

89920
LSSTH

g992n

casen

6%92H
8%9TH

S%92H

ThaeTy
TSy
0%STd
6€9TD
8€STH
LgSTn
9€STH
SE€STH

99920
S99TY

99Ty
19929
0992V
6992H
89920

989zN
§89¢H

£89zNn

08920
6%920

L9920

S¥9TH

(4214
1992

i

S€920

1€92H

82920
L29TH
9292)
S29TH

£29TH

02920
61920
819TH
L1920
91920

Y192V

2192)
11920

60920

L092H
90920

£092H
09Ty

0092V
66S9TH

6CTLTH

STLTY

€TLTD
2TLTH
119%4
0zLen
6TLTH
8T.LTH
LTLTH
91.L2N

0TLZD
6042D
80.4TH
L0LTH
90.42H
S0LTY

i
L

coLen
10.20
00.42d
66920
86920
16929
9692N
S6920

06920

98929
S89¢H
¥89zn
£8920
28920

08920
6,92V
81,920
L192H
9.9T)
SL9TV
%.92D

TL9TH

89929

66.LTV

S6.TH

€6.TD
T6LTH

06.2Y
68.L20

L8.LTD

S98.20

£8.2H

8LLTY
LLLTD

TLLTD
TLLTD
0LLZD
69.20

S9.LTY
vwmmq
09.20
6G.L2H
8G.LTY

98.20n

£8.LTY

TSL2H
0S.L2Y
6v.LCY
8vLTy
LYLTH

el k4]
vhLTH

3
i

hLTd
152%4

8ELTY
LELTD

YELTY

898TV
L98TH

59820
%9820
mwmuo
0982V
64982H

188¢H
988¢)

%9820
£4820
248TH

0S8TY

8¥8TH

9%8TH
mwmuu
19820
0%820
6€8TH
8€8TH

9€8cN

0€82H

8T8TH

9T8TY
ST8TN
%2820

2T8TH

6182H
818¢H
L18TH

® §1820

0182V

808N
® L08TH

e Molecule 58

%0820

208TH

96820
396820

£68TH
68TV
T68CH
68820
888T0
18820

23S ribosomal RNA

§988¢0
¥88cN
£88TY
88TV
78820
08820

L.82H
9.8TH
S.8T)
.820

TL8TH
T.82D
04820
6982H

16%

56%

27%

Chain DA:

N 0 O
v <D

cLn

0LD

89D
9N

S9D
wov
€90

199

L9D
9D

v
%D

0%D
6€D

8EY

€0
gen
(4>
1€0

4

4]
€2

144
0Zd
61D

cm
1D

cTin
TITY
011D

907D
S0TD

€0TY
201D
T0T1D
660
86D

96D

06n

98D

w8v
£8D

8LY
LLD
9LD

eLY

8TV

9TTH

£y

j144

81Ty

Y610

06TV
681D

S81N
810
€810
281V

081D
6.L1D
8L1D
LLTD

SL1D
vL10
€L1D

€910
2910

9&1D

[4h ]
TS1D

MOLTD

10.2D
S0LTH

boLzo
d0o.Lzn

NoLzn
noLzn

%0.LTD
£0LgH

HOLZD

40L2H
20LTD
aoLzd
0042V
4042V

6920
8920
1,920

S9¢Y

€920

09z¢H
642D

LGTy
96Ty

F

TSey

6%20

el 4]
az4a1

{444

0%cH
6€TN

L€TO
9€TH

vE€TO

TETH
T€TD

62TV

PEED

CTEEY

oTeED
Sszed

v6EY

L8€N

6.€D
8.L€0
LLED
9L€0

aeoed

feiefoh]
vaed
£G6€D

osen
6%€D

oveY

LEED
9EED

TLYY
TLYY

69%D

L9%D
99%Y

Yo%
£9%D
29%0

9990

0%%d

6EYD
8EWD
9EVD

YEYN

(45744

0E%D

j£4°0)

(4441

0Z%d

STPV
7190
€T%0

60%D

O

R LDWIDE
PROTEIN DATA BANK

W



4VIM

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
I
=
5]
o
=
+~
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

Page 55

89V

el )
gcan

€290

T2sD

815D
L1950

8LYY
LLYY
9L%D

9090
S090
709D

209D

£69D
269D
1690
068V
6890

989D
%890
£89D
289D
189D
0890

8.9V

TLSY
048D

899N

9980
999D

£99D

1999

849D
1880

L

679D
8vev
LYSV
9%90
Sv9d

{4721
99D

629D
829H

9z9oNn
ST9H
%290
€29D
{445

0Z9)
619D
48190

LELD
9ELD

beLY
€ELD

i

621D
8TLD

STLd
veLn
€TLd
cTLY

02Ld
61.LD
8TLY
LTLD

%899
€890
2899
1899

LLOV
9.9V
SLOV
729D

899)

vo8v

T08D

66.D

L6LD
96.LD
S6.L0

T6LD
6.0

8.0
98.LD

£8LY

T8LY

9LLD
SLLD
YLLY

3

69.LD
89.LD
9.0

PoLY
€9.4D

TvLD
ovL0

8980

998Y

798D
£98Y

848N
1,880
9680

468D
£468D

1480
0880
678V
878D

ST80

3

0z8y

818D
L180
9180

€180

7180

608D
808D

9080

SE60

{44

0269

816V

916D

7160
€160

606V
8060

9069
G060

7880
£88D

788D

8660

7660
£66D
2660

TS6D
0869

8%6D
L%6D

776D
£v6n
%69

0%6D

LEGN

501D

Zh01D

0%01D

L

9€0TD
SE0TN

CTEOTY

0€0TD
6201V
8201V
Lg0Tv
9201N

T2OoTV
0Z0TY
61070
8T0TD
LT0TD
9101D

101D
0107V

80010
L0010

YCI10

TTID
TC110
oumﬂa
9TT1D
STT1D
PITID
€170
CITID
TTT1V

60710

90T1D
SOTTN

€0TTY
2OTTd
T0T10

L6070
960TY
S60TY
6010
€601D
26010

68019

L801D

78010

901D

vL01D

TLO0TD
TLOTD

89079

99070

79010
€907D

79010

98TTD
S8TTD
811D

19110
097TD
6STTN
8GTTD

SGTTY
$GTTD

[4h %]
TSTTD
0GTTD

8YITY

9%TTD
SPITO
PPITD
EVITY
avITy
[4499
15437
0%11D

8ETTD

9%TTY

[44441

[izA%
6ETTD
8ETTD

9ETTD

vETTIN

CTETTD
TETTH
0ETTD
62TTD
8CTTD
LTTTD

STTTD
H2TTO

[444 %]
L (442

61CTD
81CTD
L1TTD
912TH

H

b1tV

L0TTD

€0CTD

T0TTO
00TTD

8811TN

LIETY
91€TN

90€TD
SO0ETD

€0ETD

00€TN
66CTD
86CTD

S62TO
v6TIN
€62TD
c6TTIN
16210
062TD
68CTD
88TTN
L8TTY

6.LTTD
8LTTY
LLTTD

SLTTY

0.TTd
69CTY
89CTY

e

Y&TTY

S8ETD

Z8ETD
T8ETH
08ETD

8LETY
LLETD
9LETD
SLETD

TLEIN

89€TH

99ETY

P9€TD
mmmﬂo
09€TY
6GETY
8GETD

i

YEETY

TSETO

6%ETY

LPETD
9YETD

PPeETD
£YETD
THETY

oveTN
6EETD
8EETD

9EETY
SEETN

CEETD

0EETD
6ZETN

LTETD
9zeETN
STETD
YTETD

TETY
TTETY

LY%TD
9Y¥10
SY¥10

ia44%)]

0E¥TO

STHTD
(445
124745

11443
0Zv10

81%1D
L1710
2547
TI910
0T%TD
60710
80%T0

90%10

671D

88%1D
L8%TD
987 TV

£8%1H
08%1H
6L%1D
8L%1H

wLY10
ELYTD

TLYTV

6971V
89%T10

99%1H
SO%TH
Y9910

(4545

639%1H
8G¥%10

SSPTD

15710

67710
67TV
8Y¥1D

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 56

T8STD
851D

LLSTD
9.ST0
S.STD

TLSTY

99910
eisfed ]

TGSTH
TSS10
0GSTD
6%910

9%aTY

¥$310

TPSI0

6ESTD

LESTD

GeSIN
YESTD

CTESTD
T€STD
0€STH

87910
LY9TD

SP9TD

cho1d

TYo1V

8€9TD
LEITY
9€91D
SE9TH

€€9TH
CTEITY
TEOTY

0€9TH

829TH
LT9TH
9291H

€29TH
2T9oTd

6191D
8191V

9191V
S1910

€191H

T1910
0T9TV

80971V

S09TD
Y0910

T0919
009710
66910
864910

S69TH
¥691D

T6ST1D
06910
68910
88S9TD

98TV
S8S9TD

60470
80410

Y0LTD
€04TD

TOLTY
0047V
6691D
8691V
L69TD

S691D

£6910

16910
0691V
6891V
88970
891D

S8910

€8910

18919
08910
6,910

LLOTY
9L9TV
G.910

€970
TLOTD
TL9T0
04910

9991D
G991V

L

19919

646910
846910

999710
SS9TV

€99TD
TSoTY

0S91D
6%91D

86.T0
L6LTD

L

T6LID

06410
68LTY
88.L10

S8LTY
Y8LIY

T8L1D

LLLTO

YLLTD

TLLTD
TLLID

Y9L1D

TILTY

8GL1D

9GLTD

2TGL1D

6741V
8YLID

9vLID
€YLID

T9L10

E€ELTD

6CLTY
8CTL1D
Lglin
9TLID

0TLID

79810
£981D

0981D
6S8TY
8G8T1H

9681D
G681H
va81v
£488TY

9810
0681D
6%81D
8%81V

L
H

ve8IN

TEBTD
0€81D
6281V

L2810

6761D
® 8¥61D
® LY6TD

07610

® LE6TY
® 9€6TV
® SE61D

€E€6TH
CTEBTY
€610
® 0€61D
o
8T6TV
® hﬂmﬂc
® ©T6TD
€T61N

8161V

@ 9167V
ST610

16TV

€06TD
C06TD
TO6TY
00671V

€68T10
26810
16819
0681V

8881H
18810
98810

881V

6.8T0

TL8TY

L7020

ST0TY
vTocy
£70CY
210TH
11020
0T0ZH
6002H

S00TY
%0029

200zH

866TD

96610

%6610

661D
16610
06610

0L6TY
6961V
® 8961D

® ©961D
29610
88610

LS6TD
996710

€961V

19610

6.020

[4:lv4 )
902D
® 0902V

880CV

6%02H
8%0TH

9%02H

£E0TY

L20eH
9202)
S20TO
%20TD

[44v41)

6702V
8102H

v¥rIen

6€TTO
8ETTO
LETTD
9ETTO
SeTTy
YETTY

13324}
0€TCN

821D
LT1TH

STTITH

cerIen
11424
0Z12H
6T1CV

9T12ZH

43341
€1120
(4314
1112
0T1CH
60120
801D
L0120
90TZH
S0TTO
70TTD
€0T20
coTen
1072

L6020

16020
060D
68020
880CH
L80TH
98020
S$8020

£80CH
2802V
802D
08029

612TD
812TH
L12TH
912TH
S12TH

+

L02Td

661CY
861CY

96120

£€67TD
261TH

68120

98129

i

¥81¢H
€872D
281TH
1812H
0812n
6,120
8.120
L.12D
9L1Ty
SL120
9L120

z.Lizn

6912V
8912D
L9120
997¢d

2912d

LG12H
9G12H
® 9971T)

L

TS12D

3

L%12D
e 9%12d

T62TO
16220
062TH

§822T0
%8220
€820
4144

§.2T0

X441

TLTTH
0L2TH
6922V
89¢TV
pXl44 )

|

cozen

84¢Td
Lggen

Eltaa)
¥4TTd

0ggeH
6vzen
8%2Td
Lyeey
9v2TH

vveen
gveen
[4/44)

T€TTD
0€TTH
622T0

yX444

sgecy
i (444)]

SSETO

£6€TH
cTGeTy
TSETH

8veTn

£%€TO
TveTD
TvETH
0%€TH
6EETD

LEETD

@ PEETD
EEETY

TEETH
0EETD
62CETD
8TETY

4qceTd
v2eTO

(4434

61€TD

LTETD
91€TD
STETD
Y1€TO

creen
TIECTY
01€TY

90€2D

v0€TH

Z0ETD

00€TH
662TD

%6220
€622D

0T¥TH
61%2N
8THTY

9T%TO
STHTH

(45441

[5%44)

80%2n

20%2d

00%TH
66€TD
86€TN
L6ETD
96€TH
S6€TO

£6€TY
T6ETY

06€zN

.8€TN
98€TD

v8€TH

78%TH

28%TH

LL%TO

TLHTH
TL%CD
0.%2H

L9%2D
99%TD
S9%TD
v9%Cd
£9%2D
29ven

6SVTY

Lsven
9G%2D

atixe)

® TS8%ed

igza)
LY¥TD
9%»TH
S¥PTH

[474%44)

0%%2d

|
i

9EHTH
SEPTY
vEYTY
EEVTY

Te%TN
0EPTY

8C¥TH

laza)
STheY

11444

S9STH
¥95TH

ZhaeTy

09820
6€5TD
8€S8TD
Lggen
9€9TH
S€9TH
YESTY

9182H
91820
v1920n

21820
11820

L0STO

S0S8TH
voszn
£08TY

00520

96%2D
96%2H

£6%2n

06%CH

68%CH
88%CY

98%2H
S8%TH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4VIM

wwPDB X-ray Structure Validation Summary Report

Page 57

L1920

£7920
® <T192)
® 711920

8092H
092D
9092)
§09z20
¥09zn
£092H
@® To9cy

0092V

S6S9TH
%6520
£6520

16520
06TV

L889TY

£89TH
289TH

08gzN
6,820
8LSTH

S.S20

€LST)

T.S2D
0.L82H

89G92)

¥9gey
648920
89920
LSGSTH
¥agen

6%5CH

L¥S2n

S89TH
7892n

08920
6,92V
8.92)

TL9TH
TL92Y

8992H
19920
99920

%9929

99TV
1992H
0992V

89920
L8992V

§4992H
v992Y
£39zn
[4°ie14)

L

£99TH
Tv9Th
992D
0%92H

8€9CH
€920
9€9zN

€€92H
[43:14)
1€92H

82920
L29TH
92920
S29TH

® TT9TD

02920
61920

€9.LTV

67.LTV

LYLTH

SP.LTO
¥%.L2D
€9.L20
[42x4)

LELTD
9€LTH

1€.L2H

¥TLTD
€TLTO
2TLTH
119%4 ]

6TLTH

91.LTN

604TH

80.4TH
L0LTH
90.42H
S0LTY
%0.L2D

coLen
T0L2D
0042d
66920
86920
692D
9692N

18920
9892H

0182V

L082H
§S082H

208cTH

66TV

S6.TH
¥6.2D

16.20

68.20

L8.20

¥8.20

8L.LTY

L

¥L.2D
€LLTD

TLLTD

89,20
19,20

S9.LTV
v9.Ley
€9.2H
29.LTH

09420

88TV

96.20

88TV
18820

8.8tTN
L1.8TH
9.8TH
S.8T0

1.820
082D
6982H
898CTY
L98t2H
99820

%9820
£98T0
T98TH
19829
0982V

L98TH
94820

%9820
£88¢0
c88cTH

PAZ:140)
978TH
S¥8TH
¥¥8CD
£¥8TH

19820

6€8TH
8€8TH
L€8TH

9€8eN

§S68cN
%6829
£682H

e Molecule 59

1682
688C0
888T0
18820
S88T0
882N
£88TY

5S ribosomal RNA

14%

54%

32%

3%
L

Chain BB

3

040

890

290
T9D
090
68V
84V
L8V
969

3

19D
089

L%
Eidl

it

%0

ovn
6EY

ven
€€D
{420

0€D

820

Ty

14
€2H

12D
0z

819

o
. I-III
O WD o f=1 ©
e Molecule 59

0
&)

LT1TD
911D

[A5%)
1110

® 601D
801D
L0TQ

SO0TH
vOTY
€010
[4J%]

66V
86D

3

%60

468V

© mm
©
[

%80

5S ribosomal RNA

[4:5]
18D

6.0
8LY

9LD

TLD

13%

61%

26%

2%
n

Chain DB

12D

€2

©
—
©

vi0

(4]
110

69
8n
LD

0]

Sy
(>

[49]

L11D

060
468V
v68D

189
98D

€80
28D

08n
6.0

L0
9.LD

O

R LDWIDE
PROTEIN DATA BANK

W



Page 58 wwPDB X-ray Structure Validation Summary Report 4VOM
4 Data and refinement statistics (i)
Property Value Source
Space group Cc121 Depositor
Cell constants 307.21A  670.44A  350.40A .
Depositor
a, b, c, a, B,y 90.00° 92.37° 90.00°
. 40.00 - 4.00 Depositor
Resolution (4) 145.85 — 3.98 EDS
% Data completeness (Not available) (40.00-4.00) Depositor
(in resolution range) 86.3 (145.85-3.98) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<IJo(l)>" 1.16 (at 4.01A) Xtriage
Refinement program CNS 1.2 Depositor
R R 0.281 , 0.329 Depositor
» Phfree 0.302 , 0.339 DCC
Rfree test set 25911 reflections (5.28%) DCC
Wilson B-factor (A?) 74.5 Xtriage
Anisotropy 0.337 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.11 , -10.0 EDS
Estimated twinning fraction 0.249 for h-k,-1 Xtriage
L-test for twinning? < |L| > =024, < L* > = 0.09 Xtriage
Outliers 0 of 517738 reflections Xtriage
F,.F. correlation 0.80 EDS
Total number of atoms 308068 wwPDB-VP
Average B, all atoms (A?) 82.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.79% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,

and 0.333, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: GDP,

FUA

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z] > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or

angles).
. Bond lengths Bond angles
Mol | Chain | p\ (o7 #éy >5 RMSZ #ygzy >5
1 AB | 0.37 0/1945 0.70 1/2621 (0.0%)
1 CB | 037 0/1945 0.70 1/2621 (0.0%)
2 AC 0.27 0/1645 0.53 0/2216
2 CC 0.27 0/1645 0.55 0/2216
3 | AD | 029 0/1733 0.61 1/2318 (0.0%)
3 CD 0.29 0/1733 0.57 0/2318
1 | AE | 028 0/1172 0.58 1/1576 (0.1%)
1 CE | 0.30 0/1172 0.57 | 1/1576 (0.1%)
5 AF | 028 0/856 0.59 1/1154 (0.1%)
5 | CF | 029 0/856 057 | 1/1154 (0.1%)
6 AG 0.27 0/1276 0.52 0/1709
6 CG 0.28 0/1276 0.53 0/1709
7 AH 0.29 0/1136 0.61 0/1527
7 CH 0.28 0/1136 0.58 0/1527
8 Al 0.28 0/1029 0.51 0/1379
8 CI 0.26 0/1029 0.52 0/1379
9 AT | 025 0/815 0.56 | 1/1095 (0.1%)
9 CI | 027 0/815 058 | 171095 (0.1%)
10 | AK | 0.33 0/900 0.66 | 1/1213 (0.1%)
10 CK 0.35 0/900 0.63 0/1213
11 | AL | 0.39 0,992 0.86 1/1327 (0.1%)
11 | CL | 0.38 0,992 0.83 1/1327 (0.1%)
12 | AM | 0.28 0,/1008 0.62 1/1347 (0.1%)
12 CM 0.25 0/1008 0.55 0/1347
13 | AN | 0.28 0/501 0.49 0/664
13 CN 0.28 0/501 0.47 0/664
14 | AO | o031 0,745 0.56 0,992
14 CO 0.28 0/745 0.56 0/992
15 AP 0.28 0/722 0.51 0/970
15 CP 0.26 0/722 0.50 0/970
16 AQ 0.37 0/848 0.71 0/1131
16 CQ 0.36 0/848 0.72 0/1131
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. Bond lengths Bond angles

Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
17 AR 0.29 0/579 0.60 0/768

17 CR 0.27 0/579 0.62 0/768

18 AS 0.28 0/647 0.60 1/870 (0.1%)
18 CS 0.28 0/647 0.64 0/870

19 AT 0.32 0/765 0.57 0/1007

19 CT 0.31 0/765 0.57 0/1007

20 AA 0.35 0/36351 1.03 78/56736 (0.1%)
20 CA 0.34 0/36351 1.01 66,/56736 (0.1%)
21 AW 0.35 0/1827 1.09 6/2845 (0.2%)
21 CW 0.36 0/1827 1.10 8/2845 (0.3%)
22 AV 0.26 0/568 0.83 0/886

22 CV 0.28 0/568 0.90 0/886

23 AY 0.33 1/5317 (0.0%) 0.70 10/7198 (0.1%)
23 CY 0.34 1/5317 (0.0%) 0.71 6/7198 (0.1%)
24 BC 0.39 0/1774 0.75 0/2391

24 DC 0.41 0/1774 0.75 1/2391 (0.0%)
25 BD 0.33 0/2195 0.68 2/2955 (0.1%)
25 DD 0.34 0/2195 0.67 1/2955 (0.0%)
26 BE 0.31 0/1602 0.66 0/2160

26 DE 0.31 0/1602 0.67 0/2160

27 BF 0.34 0/1663 0.74 2/2249 (0.1%)
27 DF 0.35 0/1663 0.76 2/2249 (0.1%)
28 BG 0.27 0/1499 0.56 0/2016

28 DG 0.33 1/1499 (0.1%) 0.63 3/2016 (0.1%)
29 BH 0.29 0/1298 0.61 0/1751

29 DH 0.31 0/1298 0.59 0/1751

31 BK 0.26 0/1054 0.50 0/1427

31 DK 0.26 0/1054 0.49 0/1427

32 BN 0.34 0/1131 0.66 0/1525

32 DN 0.34 0/1131 0.66 0/1525

33 BO 0.29 0/943 0.57 0/1269

33 DO 0.27 0/943 0.55 0/1269

34 BP 0.29 0/1131 0.61 0/1504

34 DP 0.29 0/1131 0.66 0/1504

35 BQ 0.32 0/1143 0.64 0/1527

35 DQ 0.32 0/1143 0.61 0/1527

36 BR 0.30 0/974 0.63 0/1302

36 DR 0.31 0/974 0.65 0/1302

37 BS 0.33 0/783 0.69 0/1041

37 DS 0.34 0/783 0.73 0/1041

38 BT 0.34 0/1161 0.70 1/1549 (0.1%)
38 DT 0.33 0/1161 0.66 0/1549

39 BU 0.37 0/982 0.62 0/1306
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. Bond lengths Bond angles
Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
39 | DU | 0.37 0/982 0.62 1/1306 (0.1%)
10 | BV | 034 0,/790 0.71 0/1057
40 DV 0.36 0/790 0.70 0/1057
41 BW 0.30 0/911 0.60 0/1220
11 | DW | 0.31 0/911 0.65 2/1220 (0.2%)
42 BX 0.27 0/748 0.55 0/1004
42 DX 0.29 0/748 0.58 0/1004
43 BY 0.31 0/831 0.60 0/1108
43 DY 0.30 0/831 0.65 0/1108
44 BZ 0.27 0/1505 0.60 0/2042
44 DZ 0.28 0/1505 0.60 0/2042
45 B0 0.25 0/671 0.51 0/892
45 DO 0.26 0/671 0.56 0/892
46 B2 0.32 0/600 0.59 0/793
46 D2 0.31 0/600 0.61 0/793
47 B3 0.26 0/482 0.54 0/646
47 D3 0.24 0/482 0.54 0/646
48 B5 0.27 0/473 0.55 0/639
48 D5 0.26 0/473 0.58 0/639
49 B6 0.31 0/440 0.72 1/586 (0.2%)
19 [ D6 | 031 0,/440 0.68 1/586 (0.2%)
50 B7 0.32 0/438 0.64 0/575
50 D7 0.30 0/438 0.59 0/575
51 B8 0.31 0/525 0.67 0/691
51 D8 0.29 0/525 0.63 2/691 (0.3%)
52 B9 0.27 0/310 0.55 0/407
52 D9 0.27 0/310 0.50 0/407
53 Be 045 | 1/538 (02%) | 0.55 0/715
53 De 0.26 0/538 0.51 0/715
56 B1 0.46 0/739 0.84 0/981
56 D1 0.46 0/739 0.86 0/981
57 B4 0.33 0/276 0.62 0/372
57 D4 0.34 0/276 0.58 0/372
Y] BA 0.37 3/69437 (0.0%) 1.06 | 184/108401 (0.2%)
58 DA 0.37 1/69437 (0.0%) 1.05 | 153/108401 (0.1%)
59 | BB | 0.35 0/2853 1.07 9/4451 (0.2%)
59 | DB | 034 0/2853 1.03 | 11/4451 (0.2%)
All | Al | 035 |8/330554 (0.0%) | 0.94 | 564/492202 (0.1%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.
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Mol | Chain | #Chirality outliers | #2Planarity outliers
1 AB 0 2
1 CB 0 3
11 CL 0 1
23 AY 0 5
23 CY 0 1
24 BC 0 2
24 DC 0 3
25 BD 0 2
27 BF 0 2
27 DF 0 2
30 BJ 0 1
30 DJ 0 1
37 BS 0 2
37 DS 0 4
41 BW 0 1
41 DW 0 1
56 B1 0 1
56 D1 0 2
All All 0 36

The worst 5 of 8 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
o8 BA 1914 C 03-P | -10.49 1.48 1.61
53 Be 87 LYS C-N 8.65 1.53 1.34
o8 BA 1911 U 03-P | -6.43 1.53 1.61
o8 BA 1006 C N1-C2 | 5.82 1.46 1.40
o8 DA 1911 U 03-p | -5.77 1.54 1.61

The worst 5 of 564 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
23 CY 500 | GLN | CA-C-N | 17.19 155.01 117.20
o8 BA 1006 C C6-N1-C2 | -16.88 113.55 120.30
o8 BA 1006 C N3-C2-02 | -14.80 111.54 121.90
23 CY 500 | GLN | C-N-CA | 14.70 158.44 121.70
o8 BA 1006 C N1-C2-02 | 13.47 126.98 118.90

There are no chirality outliers.

5 of 36 planarity outliers are listed below:
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Mol | Chain | Res | Type | Group

1 AB 163 | PHE Peptide

1 AB 170 | GLU Peptide

23 AY 133 | ILE Peptide
23 AY 135 | PHE | Mainchain
23 AY 499 | ARG | Mainchain

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AB 1910 0 1957 137 0
1 CB 1910 0 1957 134 0
2 AC 1621 0 1688 88 0
2 CcC 1621 0 1688 70 0
3 AD 1703 0 1763 134 0
3 CD 1703 0 1763 105 0
4 AE 1156 0 1213 66 0
4 CE 1156 0 1213 71 0
3 AF 843 0 857 45 0
d CF 843 0 857 43 0
6 AG 1257 0 1296 49 0
6 CG 1257 0 1296 49 0
7 AH 1116 0 1177 71 0
7 CH 1116 0 1177 73 0
8 Al 1010 0 1037 26 0
8 CI 1010 0 1037 60 0
9 Al 802 0 849 52 0
9 CJ 802 0 849 48 0
10 AK 885 0 904 o6 0
10 CK 885 0 904 95 0
11 AL 976 0 1062 97 0
11 CL 976 0 1062 110 0
12 AM 997 0 1072 95 0
12 CM 997 0 1072 o6 0
13 AN 492 0 529 37 0
13 CN 492 0 529 29 0
14 AO 734 0 771 o1 0
14 CO 734 0 771 41 0
15 AP 706 0 725 42 0

Continued on next page...
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4VIM

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
15 CP 706 0 725 37 0
16 AQ 835 0 904 60 0
16 CQ 835 0 904 65 0
17 AR 574 0 644 35 0
17 CR 274 0 644 43 0
18 AS 634 0 655 38 0
18 CS 634 0 655 43 0
19 AT 763 0 861 43 0
19 CT 763 0 861 45 0
20 AA 32474 0 16393 1058 0
20 CA 32474 0 16393 1056 0
21 AW 1635 0 831 68 0
21 CW 1635 0 831 o1 0
22 AV 203 0 252 13 0
22 CV 503 0 252 16 0
23 AY 5219 0 5290 335 0
23 CY 5219 0 5290 319 0
24 BC 1742 0 1798 162 0
24 DC 1742 0 1798 172 0
25 BD 2145 0 2234 214 0
25 DD 2145 0 2234 202 0
26 BE 1569 0 1634 132 0
26 DE 1569 0 1634 142 0
27 BF 1628 0 1680 141 0
27 DF 1628 0 1680 141 0
28 BG 1474 0 1535 96 0
28 DG 1474 0 1535 80 0
29 BH 1274 0 1342 79 0
29 DH 1274 0 1342 66 0
30 BJ 851 0 196 31 0
30 DJ 851 0 196 41 0
31 BK 1035 0 1082 53 0
31 DK 1035 0 1082 o1 0
32 BN 1104 0 1179 205 0
32 DN 1104 0 1180 217 0
33 BO 933 0 996 62 0
33 DO 933 0 996 69 0
34 BP 1114 0 1187 96 0
34 DP 1114 0 1187 97 0
35 BQ 1122 0 1179 68 0
35 DQ 1122 0 1179 69 0
36 BR 960 0 1021 72 0

Continued on next page...



Page 65

wwPDB X-ray Structure Validation Summary Report

4VIM

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
36 DR 960 0 1021 79 0
37 BS 775 0 835 77 0
37 DS 775 0 835 68 0
38 BT 1147 0 1207 107 0
38 DT 1147 0 1207 90 0
39 BU 964 0 1020 95 0
39 DU 964 0 1022 103 1
40 BV 779 0 852 70 0
40 DV 779 0 852 72 0
41 BW 900 0 964 53 0
41 DW 900 0 964 o6 0
42 BX 734 0 789 42 0
42 DX 734 0 789 20 0
43 BY 818 0 908 29 0
43 DY 818 0 908 53 0
44 BZ 1473 0 1497 83 0
44 DZ 1473 0 1497 76 0
45 BO 662 0 688 41 0
45 DO 662 0 688 42 0
46 B2 298 0 653 30 0
46 D2 298 0 653 38 0
47 B3 477 0 529 19 0
47 D3 477 0 529 30 0
48 B5 459 0 477 27 0
48 D5 459 0 477 45 0
49 B6 433 0 461 27 0
49 D6 433 0 461 29 0
50 B7 430 0 480 37 0
20 D7 430 0 480 30 0
o1 B8 517 0 082 49 0
o1 D8 517 0 082 43 0
52 B9 307 0 338 22 0
52 D9 307 0 335 14 0
53 Be 686 0 617 0 0
53 De 686 0 615 0 0
o4 Bf 156 0 41 0 0
24 Bg 156 0 38 0 0
o4 Dt 156 0 42 0 0
o4 Dg 156 0 40 0 0
95 Bh 151 0 41 0 0
95 Dh 151 0 40 0 0
o6 B1 732 0 808 72 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
26 D1 732 0 808 78 0
o7 B4 271 0 284 17 0
D7 D4 271 0 284 15 0
o8 BA 61997 0 31250 2049 1
o8 DA 61997 0 31250 2317 0
29 BB 2551 0 1295 93 0
29 DB 2551 0 1295 94 0
60 AY 37 0 47 13 0
60 CY 37 0 47 10 0
61 AY 28 0 12 6 0
61 CY 28 0 12 6 0
All All 308068 0 213012 12886 1

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 25.

The worst 5 of 12886 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
20:CA:1494:.G:C¥’ 58:DA:1913:A:N6 1.79 1.45
32:BN:1:MET:HG2 | 40:BV:13:ARG:NH1 1.30 1.39
58:BA:2681:C:N4 58:BA:2725:A:H62 1.22 1.35
23:AY:580:MET:HE2 58:BA:1913:A:N1 1.37 1.35
23:AY:580:MET:CE 58:BA:1913:A:N1 1.91 1.34

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
5&:BA:1015:G: 02’ 39:DU:118:GLY:O[3_545] 2.10 0.10

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
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analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
1 AB 233/235 (99%) 155 (66%) 52 (22%) 26 (11%)
1 CB 233/235 (99%) 152 (65%) 55 (24%) 26 (11%)
2 AC 205/207 (99%) 156 (76%) 33 (16%) 16 (8%)
2 CcC 205/207 (99%) 148 (72%) 41 (20%) 16 (8%)
3 AD 206/208 (99%) 145 (70%) 37 (18%) 24 (12%)
3 CD 206,/208 (99%) 150 (73%) 32 (16%) 24 (12%)
4 AE 149/151 (99%) 124 (83%) 17 (11%) 8 (5%)
4 CE 149/151 (99%) 116 (78%) 25 (17%) 8 (5%)
5 AF 99/101 (98%) 73 (74%) 20 (20%) 6 (6%)
5t CF 99/101 (98%) 75 (76%) 18 (18%) 6 (6%)
6 AG 153/155 (99%) 122 (80%) 23 (15%) 8 (5%)
6 CG 153/155 (99%) 116 (76%) 28 (18%) 9 (6%)
7 AH 136/138 (99%) 93 (68%) 29 (21%) 14 (10%)
7 CH 136/138 (99%) 101 (74%) 22 (16%) 13 (10%)
8 Al 125/127 (98%) 93 (74%) 28 (22%) 4 (3%)
8 CI 125/127 (98%) 97 (78%) 22 (18%) 6 (5%)
9 Al 97/99 (98%) 73 (75%) 14 (14%) 10 (10%)
9 CJ 97/99 (98%) 78 (80%) 13 (13%) 6 (6%)
10 AK 117/119 (98%) 85 (73%) 16 (14%) 16 (14%)
10 CK 117/119 (98%) 79 (68%) 21 (18%) 17 (14%)
11 AL 123/125 (98%) 42 (34%) 45 (37%) 36 (29%)
11 CL 123/125 (98%) 43 (35%) 41 (33%) 39 (32%)
12 AM 123/125 (98%) 88 (72%) 24 (20%) 11 (9%)
12 CM 123/125 (98%) 90 (73%) 24 (20%) 9 (7%)
13 AN 58/60 (97%) 43 (74%) 8 (14%) 7 (12%)
13 CN 58/60 (97%) 44 (76%) 8 (14%) 6 (10%)
14 AO 86,/88 (98%) 62 (72%) 15 (17%) 9 (10%)
14 CO 86,/88 (98%) 62 (72%) 20 (23%) (5%)
15 AP 82/84 (98%) 64 (78%) 14 (17%) 4 (5%)
15 CP 82/84 (98%) 62 (76%) 16 (20%) 4 (5%)
16 AQ 98/100 (98%) 70 (71%) 18 (18%) 10 (10%)
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
16 CQ 98/100 (98%) 68 (69%) 21 (21%) 9 (9%)
17 AR 68/70 (97%) 52 (76%) 11 (16%) 5 (7%)
17 CR 68/70 (97%) 47 (69%) 19 (28%) 2 (3%)
18 AS 77/79 (98%) 41 (53%) 24 (31%) 12 (16%)
18 CS 77/79 (98%) 50 (65%) 11 (14%) 16 (21%)
19 AT 97/99 (98%) 81 (84%) 10 (10%) 6 (6%)
19 CT 97/99 (98%) 76 (78%) 17 (18%) 4 (4%)
23 AY 663/687 (96%) 436 (66%) | 147 (22%) 80 (12%)
23 CY 663/687 (96%) 454 (68%) | 139 (21%) 70 (11%)
24 BC 226/228 (99%) 106 (47%) 70 (31%) 50 (22%)
24 DC 226/228 (99%) 114 (50%) 68 (30%) 44 (20%)
25 BD 273/275 (99%) 177 (65%) 52 (19%) 44 (16%)
25 DD 273/275 (99%) 171 (63%) 56 (20%) 46 (17%)
26 BE 203/205 (99%) 127 (63%) 45 (22%) 31 (15%)
26 DE 203/205 (99%) 128 (63%) 40 (20%) 35 (17%)
27 BF 206/208 (99%) 132 (64%) 53 (26%) 21 (10%)
27 DF 206/208 (99%) 131 (64%) 42 (20%) 33 (16%)
28 BG 179/181 (99%) 126 (70%) 40 (22%) 13 (7%)
28 DG 179/181 (99%) 131 (73%) 35 (20%) 13 (7%)
29 BH 165/167 (99%) 113 (68%) 32 (19%) 20 (12%)
29 DH 165/167 (99%) 102 (62%) 42 (26%) 21 (13%)
31 BK 138/140 (99%) 98 (71%) 30 (22%) 10 (7%)
31 DK 138/140 (99%) 100 (72%) 31 (22%) 7 (5%)
32 BN 136/138 (99%) 95 (70%) 25 (18%) 16 (12%)
32 DN 136/138 (99%) 95 (70%) 25 (18%) 16 (12%)
33 BO 120/122 (98%) 84 (70%) 20 (17%) 16 (13%)
33 DO 120/122 (98%) 86 (72%) 24 (20%) 10 (8%)
34 BP 144/146 (99%) 82 (57%) 36 (25%) 26 (18%)
34 DP 144/146 (99%) 81 (56%) 35 (24%) 28 (19%)
35 BQ 139/141 (99%) 94 (68%) 33 (24%) 12 (9%)
35 DQ 139/141 (99%) 99 (71%) 30 (22%) 10 (7%)

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

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
36 BR 115/117 (98%) 80 (70%) 21 (18%) 14 (12%) |
36 DR 115/117 (98%) 81 (70%) 22 (19%) 12 (10%)
37 BS 97/99 (98%) 57 (59%) 18 (19%) 22 (23%)
37 DS 97/99 (98%) 48 (50%) 26 (27%) 23 (24%)
38 BT 136/138 (99%) 85 (62%) 22 (16%) 29 (21%)
38 DT 136/138 (99%) 90 (66%) 22 (16%) 24 (18%)
39 BU 115/117 (98%) 91 (79%) 18 (16%) 6 (5%)
39 DU 115/117 (98%) 90 (78%) 21 (18%) 4 (4%)
40 BV 99/101 (98%) 65 (66%) 16 (16%) 18 (18%)
40 DV 99/101 (98%) 63 (64%) 22 (22%) 14 (14%)
41 BW 111/113 (98%) 84 (76%) 17 (15%) 10 (9%)
41 DW 111/113 (98%) 85 (77%) 14 (13%) 12 (11%)
42 BX 91/93 (98%) 66 (72%) 19 (21%) 6 (7%)
42 DX 91/93 (98%) 70 (77%) 15 (16%) 6 (7%)
43 BY 105/107 (98%) 44 (42%) 38 (36%) 23 (22%)
43 DY 105/107 (98%) 47 (45%) 28 (27%) 30 (29%)
44 BZ 183/185 (99%) 129 (70%) 34 (19%) 20 (11%)
44 DZ 183/185 (99%) 121 (66%) 44 (24%) 18 (10%)
45 BO 82/84 (98%) 58 (71%) 17 (21%) 7 (8%)
45 DO 82/84 (98%) 51 (62%) 24 (29%) 7 (8%)
46 B2 69/71 (97%) 50 (72%) 13 (19%) 6 (9%)
46 D2 69/71 (97%) 50 (72%) 16 (23%) 3 (4%)
47 B3 58/60 (97%) 45 (78%) 10 (17%) 3 (5%)
47 D3 58/60 (97%) 46 (79%) 9 (16%) 3 (5%)
48 B5 57/59 (97%) 41 (72%) 12 (21%) 4 (7%)
48 D5 57/59 (97%) 36 (63%) 18 (32%) 3 (5%)
49 B6 48/50 (96%) 27 (56%) 13 (27%) 8 (17%)
49 D6 48 /50 (96%) 28 (58%) 11 (23%) 9 (19%)
50 B7 47/49 (96%) 31 (66%) 14 (30%) 2 (4%)
50 D7 47/49 (96%) 36 (77%) 6 (13%) 5 (11%)
51 B8 62/64 (97%) 32 (52%) 22 (36%) 8 (13%)
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
51 D8 62/64 (97%) 38 (61%) 14 (23%) 0 (16%) |
52 B9 35/37 (95%) 23 (66%) (20%) 5 (14%)

52 D9 35/37 (95%) 26 (74%) 8 (23%) 1 (3%)
53 Be 70/102 (69%) 35 (50%) 28 (40%) 7 (10%)
53 De 70/102 (69%) 39 (56%) 24 (34%) 7 (10%)
56 B1 91/93 (98%) 53 (58%) 19 (21%) 19 (21%)
26 D1 91/93 (98%) 57 (63%) 15 (16%) 19 (21%)
o7 B4 33/35 (94%) 17 (52%) 11 (33%) 5 (15%)
57 D4 33/35 (94%) 15 (46%) (27%) 9 (27%)
All All 13256/13564 (98%) | 8908 (67%) | 2779 (21%) | 1569 (12%)

5 of 1569 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 AB 76 GLN
1 AB 94 ASN
1 AB 95 GLN
1 AB 165 VAL
1 AB 194 PRO

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar
resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 AB 203/203 (100%) 161 (79%) 42 (21%)
1 CB 203/203 (100%) 158 (78%) 45 (22%)
2 AC 161/161 (100%) 136 (84%) 25 (16%)
2 CC 161/161 (100%) 136 (84%) 25 (16%)
3 AD 180/180 (100%) 142 (79%) 38 (21%)
3 CD 180/180 (100%) 150 (83%) 30 (17%)
4 AE 116/116 (100%) 95 (82%) 21 (18%)

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

4 | CE 116/116 (100%) | 92 (79%) | 24 (1%) | [1]]11]
5 | AF 90/90 (100%) 80 (89%) | 10 (11%) | [8] 38
5 | CF 90/90 (100%) 85 (94%) | 5 (6%) 2% 65
6 AG 126,/126 (100%) 112 (89%) | 14 (11%) 8| 38
6 | CG 126/126 (100%) | 114 (90%) | 12 (10%) 45
7 | AH 119/119 (100%) | 97 (82%) | 22 (18%) 15
7 | cu 119/119 (100%) | 104 (87%) | 15 (13%) 31
8 | Al 98/98 (100%) 83 (85%) | 15 (15%) 24
s | cI 98/98 (100%) 82 (84%) | 16 (16%) 22
9 | AJ 89/89 (100%) 73 (82%) | 16 (18%) 17
o | «J 89/89 (100%) 70 (79%) | 19 (21%) mi
10 | AK 90,/90 (100%) 76 (84%) | 14 (16%) | |3] 24 |
10 | CK 90/90 (100%) 71 (19%) | 19 (21%) | [i][1r
11| AL 104/104 (100%) | 82 (19%) | 22 (1%) | [uf]|iL
11| cL 104/104 (100%) | 74 (71%) | 30 (29%) 0] 4]
12 | AM | 100/100 (100%) | 81 (81%) | 19 (19%) 14
12 | oM | 100/100 (100%) | 88 (88%) | 12 (12%) 33
13 | AN 19/49 (100%) 10 (32%) | 9 (18%) 15
13 | ON 49/49 (100%) 42 (36%) | 7 (14%) 28
14 | A0 79,/79 (100%) 70 (89%) | 9 (11%) 36
14 | o 79,79 (100%) 68 (36%) | 11 (14%) 29
15 | AP 72/72 (100%) 65 (90%) | 7 (10%) 43
15 | cp 72/72 (100%) 69 (96%) | 3 (4%)
16 | AQ 95,/95 (100%) 78 (82%) | 17 (18%)
16 | ©Q 95,/95 (100%) 82 (86%) | 13 (14%)
17 | AR 61/61 (100%) 53 (87%) | 8 (13%)
17 | CR 61/61 (100%) 51 (84%) | 10 (16%)
18 | AS 69,/69 (100%) 53 (77%) | 16 (23%)
18 | ¢S 69,/69 (100%) 53 (77%) | 16 (23%)
19 | AT 76,76 (100%) 64 (34%) | 12 (16%)
19 | cr 76,76 (100%) 69 (91%) | 7 (9%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
23 AY 563/579 (97%) 466 (83%) 97 (17%)
23 CY 563/579 (97%) 460 (82%) | 103 (18%)
24 BC 180/180 (100%) 135 (75%) 45 (25%)
24 DC 180/180 (100%) 139 (77%) 41 (23%)
25 BD 217/217 (100%) 173 (80%) 44 (20%)
25 DD 217/217 (100%) 171 (79%) 46 (21%)
26 BE 165/165 (100%) 134 (81%) 31 (19%)
26 DE 165/165 (100%) 133 (81%) 32 (19%)
27 BF 165/165 (100%) 127 (77%) 38 (23%)
27 DF 165/165 (100%) 133 (81%) 32 (19%)
28 BG 155/155 (100%) 126 (81%) 29 (19%)
28 DG 155/155 (100%) 127 (82%) 28 (18%)
29 BH 136/136 (100%) 111 (82%) 25 (18%)
29 DH 136/136 (100%) 120 (88%) 16 (12%)
31 BK 105/105 (100%) 85 (81%) 20 (19%)
31 DK 105/105 (100%) 88 (84%) 17 (16%)
32 BN 117/117 (100%) 100 (86%) 17 (14%)
32 DN 117/117 (100%) 100 (86%) 17 (14%)
33 BO 100/100 (100%) 84 (84%) 16 (16%)
33 DO 100/100 (100%) 87 (87%) 13 (13%)
34 BP 112/112 (100%) 92 (82%) 20 (18%)
34 DP 112/112 (100%) 88 (79%) 24 (21%)
35 BQ 111/111 (100%) 88 (79%) 23 (21%)
35 DQ 111/111 (100%) 87 (78%) 24 (22%)
36 BR 100/100 (100%) 83 (83%) 17 (17%)
36 DR 100/100 (100%) 83 (83%) 17 (17%)
37 BS 77/77 (100%) 63 (82%) 14 (18%)
37 DS 7777 (100%) 59 (77%) 18 (23%)
38 BT 120/120 (100%) 95 (79%) 25 (21%)
38 DT 120/120 (100%) 91 (76%) 29 (24%)
39 BU 93/93 (100%) 71 (76%) 22 (24%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
39 DU 93/93 (100%) 75 (81%) 18 (19%)
40 BV 82/82 (100%) 65 (79%) 17 (21%)
40 DV 82/82 (100%) 62 (76%) 20 (24%)
41 BW 92/92 (100%) 71 (77%) 21 (23%)
41 DW 92/92 (100%) 76 (83%) 16 (17%)
42 BX 75/75 (100%) 61 (81%) 14 (19%)
42 DX 75/75 (100%) 60 (80%) 15 (20%)
43 BY 88/88 (100%) 65 (74%) 23 (26%)
43 DY 88/88 (100%) 71 (81%) 17 (19%)
44 BZ 162/162 (100%) 132 (82%) 30 (18%)
44 DZ 162/162 (100%) 134 (83%) 28 (17%)
45 BO 66/66 (100%) 52 (79%) 14 (21%)
45 DO 66,/66 (100%) 53 (80%) 13 (20%)
46 B2 66,/66 (100%) 59 (89%) 7 (11%)
46 D2 66,/66 (100%) 60 (91%) 6 (9%)
47 B3 52/52 (100%) 42 (81%) 10 (19%)
47 D3 52/52 (100%) 48 (92%) 4 (8%)
48 B5 51/51 (100%) 41 (80%) 10 (20%)
48 D5 51/51 (100%) 40 (78%) 11 (22%)
49 B6 49/49 (100%) 43 (88%) 6 (12%)
49 D6 49/49 (100%) 38 (78%) 11 (22%)
50 B7 42/42 (100%) 36 (86%) 6 (14%)
50 D7 42/42 (100%) 36 (86%) 6 (14%)
51 B8 54 /54 (100%) 37 (68%) 17 (32%)
51 D8 54/54 (100%) 40 (74%) 14 (26%)
52 B9 34/34 (100%) 30 (88%) 4 (12%)
52 D9 34/34 (100%) 32 (94%) 2 (6%)
53 Be 54/54 (100%) 47 (87%) 7 (13%)
53 De 54 /54 (100%) 46 (85%) 8 (15%)
56 B1 78/78 (100%) 64 (82%) 14 (18%)
56 D1 78/78 (100%) 59 (76%) 19 (24%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
57 B4 31/31 (100%) 26 (84%) 5 (16%) 22
57 D4 31/31 (100%) 25 (81%) 6 (19%) 14
All All 11138/11170 (100%) | 9124 (82%) | 2014 (18%) 16

5 of 2014 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
44 BZ 112 ARG
4 CE 31 LEU
42 DX 57 LEU
45 BO 67 VAL
57 B4 23 GLU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 87 such

sidechains are listed below:
Mol | Chain | Res | Type
42 BX 58 HIS
11 CL 8 ASN
40 DV 64 HIS
44 BZ 30 ASN
3 CD 116 GLN
5.3.3 RNA (D
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
20 AA 1510/1511 (99%) 291 (19%) 17 (1%)
20 CA 1510/1511 (99%) 294 (19%) 16 (1%)
21 AW 76/77 (98%) 21 (27%) 2 (2%)
21 CW 76/77 (98%) 24 (31%) 2 (2%)
22 AV 22/23 (95%) 11 (50%) 1 (4%)
22 CV 22/23 (95%) 8 (36%) 2 (9%)
58 BA 2878/2879 (99%) 665 (23%) 22 (0%)
58 DA | 2878/2879 (99%) 658 (22%) 23 (0%)
59 BB 118/119 (99%) 17 (14%) 2 (1%)
59 DB 118/119 (99%) 14 (11%) 1 (0%)
All All 9208/9218 (99%) 2003 (21%) 88 (0%)

5 of 2003 RNA backbone outliers are listed below:
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Mol | Chain | Res | Type
20 AA 9 G
20 AA 13 U
20 AA 32 A
20 AA 39 G
20 AA 47 C

5 of 88 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
58 BA | 2750 A
20 CA 484 G
58 DA 2212 A
58 BA | 2780 G
20 CA 115 G

5.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

4 ligands are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link Count?onlgl\/llg[zlgtis\m > 2 CountsBoliLll(\i/[Sa;gle#zZ] > 2
60 | FUA | AY | 701 | - |37,4040 | 167 | 7 (18%) | 45.64.64 | 223 | 10 (22%)
61 | GDP | AY | 702 | - |23,30,30 | 135 | 3 (13%) | 30,4747 | 1.81 | 7 (23%)
60 | FUA CY 701 - 37,40,40 | 1.69 4 (10%) | 45,64,64 | 2.50 15 (33%)
61 GDP CY 702 - 23,30,30 | 1.36 3 (13%) | 30,4747 | 1.81 7 (23%)
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In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-” means

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
60 | FUA AY 701 - - 0/10/92/92 | 0/4/4/4
61 | GDP AY 702 - - 0/12/32/32 | 0/3/3/3
60 | FUA CY 701 - - 0/10/92/92 | 0/4/4/4
61 | GDP CY 702 - - 0/12/32/32 | 0/3/3/3

The worst 5 of 17 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
60 CY 701 | FUA | C23-C22 | -6.02 1.39 1.51
60 AY 701 | FUA | C23-C22 | -5.88 1.40 1.51
60 CY 701 | FUA | C23-C24 | -4.27 1.39 1.53
60 AY 701 | FUA | C23-C24 | -4.21 1.39 1.53
60 AY 701 | FUA | C24-C25 | -3.77 1.39 1.50

The worst 5 of 39 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
60 CY 701 | FUA | C13-C12-C11 | -8.06 101.03 111.95
60 AY 701 | FUA | C13-C12-C11 | -8.02 101.09 111.95
60 CY 701 | FUA C5-C4-C3 | -6.50 98.38 110.53
61 CY 702 | GDP N3-C2-N1 -4.76 120.19 127.44
61 AY 702 | GDP N3-C2-N1 -4.76 120.20 127.44

There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.

4 monomers are involved in 35 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes

60 AY 701 | FUA 13 0
61 AY 702 | GDP 6 0
60 CY 701 | FUA 10 0
61 CY 702 | GDP 6 0
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
53 Be 1
53 De 1

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 De 30:UNK C 51:ALA N 37.61
1 Be 30:UNK C 51:ALA N 36.82



http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage

Page 78

wwPDB X-ray Structure Validation Summary Report

4VIM

6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1 | AB | 235/235 (100%) 20.18 0 41, 81, 119, 159 0
1 | CB | 235/235 (100%) 0.00 2 (0%) |85 /80| | 38,80, 117, 178 0
2 | AC | 207/207 (100%) 0.17 16 (7%) |16 |11 | 34, 76, 116, 152 0
9 | CC | 207/207 (100%) -0.18 6 (2%) 55 42 | 44,78, 121, 158 0
3 | AD | 208/208 (100%) 20.09 8 (3%) 44 34 | 37,71, 125, 178 0
3 | CD | 208/208 (100%) -0.02 9 (4%) 39 29 | 51,83, 120, 165 0
4 AE 151/151 (100%) 0.43 30, 57, 93, 133 0
4 CE 151/151 (100%) 0.73 31, 61, 99, 185 0
5 | AF | 101/101 (100%) -0.59 31, 52, 87, 115 0
5 | CF | 1017101 (100%) 20.40 95, 52, 78, 129 0
6 AG 155/155 (100%) 0.66 54, 100, 147, 205 0
6 | CG | 155/155 (100%) 0.07 5(3%) 51 38 | 57,099,155, 218 0
7 AH 138/138 (100%) -0.50 0§100§4100 28, 49, 83, 117 0
7 | CH | 138/138 (100%) -0.15 3(2%) 65 54 | 29,57, 101, 142 0
8 Al 127/127 (100%) 0.27 o0 (7%) 19|13 | 48,87, 128, 163 0
8 CI 127/127 (100%) 0.04 7(5%) 29 21 | 51,091,136, 195 0
9 | AJ 99/99 (100%) 0.29 9 (9%) I11] 8] | 46,74, 108, 114 0
9 CJ 99/99 (100%) 0.12 5(5%) 32 23 | 37,82 121, 145 0
10 | AK | 119/119 (100%) 0.08 6 (5%) 32 24 | 41,71, 114, 157 0
10 | CK | 119/119 (100%) 20.16 3(2%) 61 49 | 22,59, 106, 135 0
11 AL 125/125 (100%) 0.06 4 (3%) 51 38 31, 63, 97, 178 0
11 | CL | 125/125 (100%) 0.33 7(5%) 28 |20 | 29,68, 109, 136 0
12 AM 125/125 (100%) 0.30 10 (8%) 1151 111 61, 101, 139, 150 0
12 | OM | 125/125 (100%) 0.53 12 (9%) |10 |s] | 52, 106, 160,199 | 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
13 | AN 60,60 (100%) 1.13 14 (23%) 42, 64, 97, 106 0
13 | CN 60,60 (100%) 0.27 2 (3%) 50 38 A7, 67, 112, 156 0
14 | AO 88/88 (100%) -0.18 2 (2%) 64 52 32, 61, 102, 172 0
14 | CO 88/88 (100%) -0.14 2 (2%) 64 52 29, 61, 108, 215 0
15 | AP 84/84 (100%) 1.06 20 (23%) 47, 80, 118, 187 0
15 CP 84/84 (100%) 0.65 12 (14% 53, 81, 118, 174 0
16 | AQ 100,100 (100%) 0.22 1 (1%) 33, 56, 100, 124 0
16 | CQ 100,100 (100%) 0.23 2 (2%) 68 57 30, 58, 89, 139 0
17 | AR 70/70 (100%) 0.12 3 (4%) 39 29 30, 55, 101, 156 0
17 | CR 70/70 (100%) 0.05 4 (5%) 27 119 32, 46, 123, 186 0
18 AS 79/79 (100%) 0.49 9 (11%) 6| 68, 90, 148, 159 0
18 CS 79/79 (100%) 0.43 9 (11%) 6| 59, 92, 146, 215 0
19 | AT 99/99 (100%) 0.30 3(3%) 54 41 58, 86, 116, 146 0
19 | CT 99/99 (100%) 0.45 4 (4%) 42 31 42, 81, 114, 147 0
20 | AA | 1511/1511 (100%) -0.02 22 (1%) | 76 66 | 25,78, 180, 324 0
20 | CA | 1511/1511 (100%) 0.01 40 (2%) 59 47 | 19, 82,182, 332 0
21 | AW 77/77 (100%) -0.17 55, 121, 189, 218 0
21 | CW 77/77 (100%) -0.03 58, 118, 230, 278 0
22 | AV 23/23 (100%) 1.32 ( 70, 138, 188, 222 0
22 | CV 23/23 (100%) 1.53 ( 88, 142, 211, 231 0
23 | AY 667/687 (97%) -0.33 ( 29, 79, 132, 191 0
23 | CY 667/687 (97%) -0.20 17 (2%) 61 49 | 32,84, 131, 188 0
24 | BC | 228/228 (100%) 0.91 41 (17%) 01,147, 211,238 | 0
24 | DC 228/228 (100%) 0.25 17 (7%) (17 112 | 89, 175, 227, 263 0
25 | BD 275/275 (100%) -0.03 9 (3%) 50 38 24, 52, 90, 160 0
25 | DD 275/275 (100%) -0.00 10 (3%) 46 36 23, 50, 94, 155 0
26 BE 205,/205 (100%) 0.17 11 (5%) 29 21 25, 52, 97, 202 0
26 | DE 205,205 (100%) 0.19 8 (3%) 43 32 28, 60, 135, 173 0
27 | BF 208,/208 (100%) 0.22 11 (5%) 30 22 | 32,67, 126, 195 0
27 | DF 208,/208 (100%) 0.40 18 (8%) | 13 34, 86, 165, 230 0
28 | BG 181/181 (100%) 0.73 30 (16%) | 2 52, 103, 150, 206 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
28 | DG | 181/181 (100%) 0.27 6 (3%) 50 38 | 73,110,158, 205 | O
29 BH 167/167 (100%) 0.29 14 (8%) 141110 38, 64, 111, 161 0
29 | DH | 167/167 (100%) 0.09 10 (5%) 25 |17 | 40, 74, 130, 167 0
30 | BJ 0/170 - - - -
30 | DJ 0/170 - - - -

31 BK 140/140 (100% 13%) | 67, 118, 175, 206

)
31 DK 140/140 (100%) 0.33 15 (10%) §81 161 | 66, 132, 200, 220
32 | BN 138/138 (100%) 0.04 7 (5%) 32 23 58, 85, 106, 118
32 | DN 138/138 (100%) 0.22 7(5%) 32 23 63, 87, 111, 121
33 | BO 122/122 (100%) -0.31 0100} 100 24, 49, 67, 114
33 | DO 122/122 (100%) -0.02 1 (0%) | 87| 82 30, 56, 88, 125
34 | BP 146/146 (100%) -0.15 4 (2%) 58 46 28, 73, 113, 171
34 | DP 146/146 (100%) -0.20 5(3%) 49 37 31, 84, 130, 202
35 | BQ 141/141 (100%) -0.15 5(3%) 48 37 40, 66, 100, 164
35 | DQ 141/141 (100%) -0.02 7 (4%) 32 24 36, 64, 104, 161
36 | BR 117/117 (100%) -0.26 0 100 29, 53, 85, 105
36 | DR 117/117 (100%) -0.20 (0%) 80 21, 53, 88, 156
(

1
37 | BS 99/99 (100%) 0.28 7(7%) 119/ {13 | 60, 111, 172, 189

37 | DS 99,/99 (100%) 0.52 12 (12%) 38, 128, 194, 220

38 | BT 138,/138 (100%) -0.33 3(2%) 65 54 36, 64, 106, 201
38 | DT 138/138 (100%) -0.30 2 (1%) | 78| 68 32, 71, 115, 216
39 | BU 117/117 (100%) -0.37 0 f100]f100] 26, 44, 83, 132
39 | DU 117/117 (100%) -0.30 2 (1%) 73 62 6, 45, 90, 155
0 | BV 101,101 (100%) 0.17 1 (0%) 77 31, 51, 79, 104
0 | DV 101/101 (100%) 0.11 0] 100 | 100 38, 70, 111, 124

(100%) (

(100%) (

=N Nell ol ol Eeol Eeol ol el el ol Eeol el el FalEol el Heol Bl Nl Hell ol Hel Ral Rell el )

41 | BW | 113/113 (100% 0.35 6 (5%) 30 @ 22 22, 51, 104, 120
41 | DW | 113/113 (100% 0.48 5(4%) 38 28 30, 49, 105, 202
12 | BX 93/93 (100%) 0.80 9 (9%) | 10 31, 59, 93, 113
42 | DX 93/93 (100%) 0.47 4 (4%) 39 29 29, 63, 111, 175
43 | BY 107/107 (100%) 0.01 8 (7%) | 17112 35, 71, 133, 156
43 | DY 107/107 (100%) 0.07 9 (8%) 141110 55, 87, 133, 209
44 | BZ 185/185 (100%) -0.37 3(1%) 74 64 42, 78, 126, 158 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
44 DZ 185/185 (100%) -0.26 6 (3%) 51 38 36, 75, 123, 161 0
45 BO 84/84 (100%) 0.73 8 (9%) |10 8] 38, 70, 99, 162 0
45 DO 84 /84 (100%) 0.85 15 (17% 33, 67, 139, 212 0
46 B2 71/71 (100%) -0.23 2 (2%) 56 44 44,71, 114, 167 0
46 D2 71/71 (100%) -0.30 0 | 53, 76, 129, 183 0
47 B3 60/60 (100%) -0.43 0 §100 I 100 26, 43, 74, 113 0
47 D3 60/60 (100%) -0.12 2 (3%) 50 38 27, 57,99, 111 0
48 B5 59/59 (100%) 0.21 1 (1%) 73 62 22, 56, 142, 156 0
48 D5 59/59 (100%) 0.29 1 (1%) 73 62 18, 67, 175, 198 0
49 B6 50/50 (100%) 0.14 2 (4%) 42 31 65, 91, 124, 176 0
49 D6 50/50 (100%) 0.63 10 (20%) 66, 106, 136, 139 0
50 B7 49/49 (100%) 0.71 5 (10%) 30, 48, 107, 132 0
50 D7 49/49 (100%) 0.72 6 (12%) 38, 51, 125, 168 0
51 B8 64/64 (100%) 0.83 6 (9%) 30, 62, 80, 89 0
51 D8 64/64 (100%) 1.32 18 (28%) 38, 70, 114, 148 0
52 B9 37/37 (100%) 1.16 9 (24%) 41, 63, 116, 166 0
52 D9 37/37 (100%) 0.96 7 (18%) 36, 55, 111, 148 0
53 Be 72/102 (70%) 0.84 14 (19%) 69, 117, 170, 201 0
53 De 72/102 (70%) 0.35 6 (8%) 82, 121, 212, 249 0
54 Bf 0/31 - - - -
54 Bg 0/31 - - - -
54 Df 0/31 - - - -
54 Dg 0/31 - - - -
55 Bh 0/30 - - - -
55 Dh 0/30 - - - -
56 B1 93/93 (100%) 0.90 25 (26%) 40, 87, 151, 208 0
56 D1 93/93 (100%) 1.49 34 (36%) 42, 84, 174, 216 0
57 B4 35/35 (100%) 0.79 3 (8%) 113 96, 160, 227, 248 0
o7 D4 35/35 (100%) 1.03 6 (17%) 116, 170, 265, 282 0
58 BA 2879/2879 (100%) 0.02 35 (1%) 181 72 17, 60, 166, 304 0
58 DA 2879/2879 (100%) 0.03 48 (1%) 73 62 17, 62, 182, 341 0
59 BB 119/119 (100%) 0.08 4 (3%) 49 37 32, 114, 187, 214 0
59 DB 119/119 (100%) 0.09 2 (1%) 73 62 53, 104, 162, 246 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
All All 22682/23306 (97%) 0.09 977 (4%) 39 29 6, 73, 161, 341 0

The worst 5 of 977 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
56 D1 42 | GLN 10.1
24 DC 227 | PRO 9.0
43 DY 107 | ASP 7.8
56 D1 34 | THR 7.7
26 D1 17 | SER 7.4

6.2 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA /RNA residues in this entry.

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
60 | FUA AY 701 | 37/37 0.83 0.42 3.16 | 119,146,161,162 0
60 | FUA CY 701 | 37/37 0.83 0.38 1.50 | 125,150,161,166 0
61 | GDP AY 702 | 28/28 0.84 0.25 1.34 58,89,106,121 0
61 | GDP CY 702 | 28/28 0.88 0.21 0.60 58,90,102,118 0

6.5 Other polymers (i)
There are no such residues in this entry.
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