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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
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.8.5(274361), CSD as541be (2020)

Xtriage (Phenix) : 1.13
EDS : 211
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.11
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.46 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
Clashscore [ I 42
Ramachandran outliers N 14.8%
Sidechain outliers N 17.3%
RSRZ outliers N 12.6%
RNA backbone N [Jr— 0.58

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))
Clashscore 141614 1372 (3.52-3.40)
Ramachandran outliers 138981 1337 (3.52-3.40)
Sidechain outliers 138945 1338 (3.52-3.40)
RSRZ outliers 127900 1205 (3.52-3.40)
RNA backbone 3102 1036 (3.96-2.96)

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 respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% The upper red bar (where present) indicates the fraction of residues
that have poor fit to the electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain

%

1 AA 1542 . 23% 63% 13%
%

1 CA 1542 . 22% 64% 12%

1%
2 AC 233 25% 52% 1% o12%
2 CC 233 30% 45% 120 o 12%
22%
3 AD 206 31% 51% 16%
3 CD 206 27% 56% 16%
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
4 AE 167 29% 51% 8% 10%
5%
_
4 CE 167 22% 56% 11% 10%
2%
5% AF 135 27% 36% 10% 26%
0%
| ..
5 CF 135 21% 39% 13% 26%
5%
| ...
6 AG 179 27% 46% 11% 16%
2%
e
6 CG 179 26% 49% 10% 15%
21%
- -
7 AH 130 34% 57% 8%
4%
7 CH 130 — 42% 48% 8% o
20%
=
8 Al 130 22% 60% 15%
22%
I
8 CI 130 22% 58% 18%
25%
W -
9 Al 103 28% 47% 17% . 5%
5%
9 CJ 103 -T 59% 16% 5%
5%
10 AK 129 — 29% 50% 1% . om
5%
10 CK 129 - 32% 46% B e
8%
h
11 AL 124 24% 61% 14%
9%
h
11 CL 124 28% 53% 16%
7%
.
12 AM 118 28% 56% 13%
9%
| ..
12 CM 118 28% 55% 11%
3%
o —
13 AN 101 30% 48% 18% 5%
6%
e —
13 CN 101 20% 55% 20% 5%
9%
I -
14 AO 89 44% 47% 8% -
%
14 CO 89 - 40% 51% 8% -
3%
| .. -
15 AP 82 23% 67% %
2%
| ...
15 CP 82 21% 65% 11%
23%
I — —
16 AQ 84 18% 65% 12% 5%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
T0%
| .
16 CQ 84 23% 62% 12%
20%
=N
17 AR 5 23% 41% 27%
9%
17 CR 5 I 36% 25% 27%
38%
F
18 AS 92 16% 51% 17% 14%
36%
e —
18 CS 92 23% 46% 15% 13%
20%
e —
19 AT 87 39% 49% %
29%
e
19 CcT 87 43% 45% 10%
3%
| ...
20 AB 241 23% 51% 16% 10%
9%
h
20 CB 241 24% 520 12% 10%
4%
21 AU 71 ? 35% 20% 28%
7%
21 CU 71 T 38% 18% 28%
%
22 BA 120 28% 57% 13%
%
22 DA 120 - 24% 59% 14%
%
23 BB 2904 . 24% 63% 11%
%
23 DB 2904 i 24% 63% 10%
4%
e
24 BV 94 30% 52% 17%
5%
24 DV 94 - 35% 56% % .
8%
25 BC 273 F 48% 32% -
6%
I —
25 DC 273 19% 48% 26% 5% -
27%
I — —
26 BD 209 15% 55% 26% .
22%
I — —
26 DD 209 18% 53% 26% .
23%
I p—
27 BE 201 21% 48% 26% .
21%
B —
27 DE 201 22% 51% 23% .
21%
== -
28 BF 179 25% 51% 22% .
10%
28 DF 179 — 32% 46% 20% -
Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
23%
]
29 BG 177 23% 57% 19%
7%
| ..
29 DG 177 29% 55% 15%
4%
e —
30 BH 149 29% 53% 17%
32%
1 —
30 DH 149 22% 58% 17%
20%
I — =
31 BJ 142 13% 57% 27% .
4%
31 DJ 142 15% 53% 28% -
0%
32 BK 123 19% 57% 20% -
%
32 DK 123 = 28% 54% 16%
7%
— —
33 BL 144 18% 47% 28% 6%
38%
e — —
33 DL 144 20% 46% 28% 6%
28%
I —
34 BM 136 18% 47% 28% 7%
7%
| ... —
34 DM 136 26% 49% 20% 6%
2%
[ — -
35 BN 127 20% 56% 22% .
3%
| ..
35 DN 127 20% 62% 18%
30%
Iy — —
36 BO 117 26% 47% 24% .
2%
Iy —
36 DO 117 26% 55% 15%
1%
— e
37 BP 115 12% 45% 35% 7%
26%
I —
37 DP 115 18% 41% 31% 9%
8%
h m
38 BQ 118 23% 53% 23% ”
4%
38 DQ 118 19% 60% 17%
20%
Iy — -
39 BR 103 15% 61% 22% .
3%
e — f—
39 DR 103 22% 41% 33% .
7%
40 BS 110 31% 51% 16%
8%
- —
40 DS 110 20% 56% 21% .
36%
— —
41 BT 100 14% 58% 22% 5% o

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
56%
— -
41 DT 100 18% 53% 26% ..
38%
E——— —
42 BU 104 18% 49% 28% —
2%
[ — —
42 DU 104 22% 29% 22% 5% -
5%
— —
43 BW 85 11% 54% 27% %
38%
1 — e—
43 DW 85 20% 51% 25% ..
30%
[ — -
44 BX 63 17% 46% 35% .
20%
—
44 DX 63 19% 62% 14% 5%
29%
Iy —
45 BY 59 25% 53% 12% 8%
20%
= -
45 DY 59 22% 58% 17% ..
4%
| .. —
46 BZ 70 23% 46% 27% .
33%
e —
46 DZ 70 20% 61% 17%
23%
Iy — —
47 BO 57 19% 47% 26% 5% »
25%
E——
47 DO 57 12% 68% 14%
22%
Iy — -
48 Bl 5H 16% 47% 33% ..
53%
— -
48 D1 5% 22% 40% 36% .
24%
|
49 B2 46 24% 52% 24%
3%
e
49 D2 46 28% 39% 26% 7%
5%
[ — -
50 B3 65 22% 54% 23% .
5%
1 — -
50 D3 65 25% 45% 28% ..
55%
— a—
51 B4 38 13% 55% 26% 5%
5%
—
51 D4 38 11% 34% 37% 18%
50%
1 — -
52 BI 142 32% 62% 5% -
67%
1 — -
52 DI 142 36% 58% 6% o

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:

EPD

=|

O R L D W

o
3
m
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Mol

Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
54 MG AA 1626 - - - X
54 MG AA | 1637 - - - X
54 MG CA 1629 - - - X
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2  Entry composition (i)

There are 55 unique types of molecules in this entry. The entry contains 284160 atoms, of which
0 are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a RNA chain called 16S RIBOSOMAL RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N Q) P
1 AA 1530 32831 14642 6024 10635 1530 0 0 0

Total C N O P
1 CA 1530 32831 14642 6024 10635 1530 0 0 0

e Molecule 2 is a protein called 30S RIBOSOMAL PROTEIN S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 AC 206 1624 1028 305 288 3 0 0 0
Total C N O S
2 CC 206 1624 1028 305 288 3 0 0 0

e Molecule 3 is a protein called 30S RIBOSOMAL PROTEIN S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 AD 205 1643 1026 315 298 4 0 0 0
Total C N O S
3 CD 205 1643 1026 315 298 4 0 0 0

e Molecule 4 is a protein called 30S RIBOSOMAL PROTEIN S5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 AE 150 1105 687 211 201 6 0 0 0
Total C N O S
4 CE 150 1105 687 211 201 6 0 0 0

e Molecule 5 is a protein called 30S RIBOSOMAL PROTEIN S6.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g AF 100 817 515 148 148 6 0 0 0
Total C N O S
g CF 100 817 515 148 148 6 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 150 1174 730 226 214 4 0 0 0
Total C N O S
6 CG 152 1196 745 230 217 4 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 129 979 616 173 184 6 0 0 0
Total C N O S
7 CH 129 979 616 173 184 6 0 0 0
e Molecule 8 is a protein called 30S RIBOSOMAL PROTEIN S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 Al 127 1022 634 206 179 3 0 0 0
Total C N O S
8 CI 127 1022 634 206 179 3 0 0 0
e Molecule 9 is a protein called 30S RIBOSOMAL PROTEIN S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
9 | A 98 786 493 150 142 1 0 0 0
Total C N O S
) CJ 8 786 493 150 142 1 0 0 0
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 17 877 540 174 160 3 0 0 0

Continued on next page...




Page 10 wwPDB X-ray Structure Validation Summary Report 4V4H

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 CK 17 877 540 174 160 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 123 955 590 196 165 4 0 0 0
Total C N O S
1 CL 123 955 590 196 165 4 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 114 883 546 178 156 3 0 0 0
Total C N O S

12| CM 113 8§76 541 177 155 3 0 0 0

e Molecule 13 is a protein called 30S RIBOSOMAL PROTEIN S14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

13 | AN %6 774 483 160 128 3 0 0 0
Total C N O S

13 | ON %6 774 483 160 128 3 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
14 AO 88 716 440 146 129 1 0 0 0
Total C N O S
14 Co 88 716 440 146 129 1 0 0 0

e Molecule 15 is a protein called 30S RIBOSOMAL PROTEIN S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

15 | AP 82 649 406 128 114 1 0 0 0
Total C N O S

15 cp 80 638 400 126 111 1 0 0 0

WO RLDWIDE
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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 80 648 411 121 113 3 0
Total C N O S
16 CQ 81 657 417 122 115 3 0
e Molecule 17 is a protein called 30S RIBOSOMAL PROTEIN S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
17 AR %5 455 288 &6 81 0 0 0
Total C N O
17 CR %5 455 288 &6 81 0 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 & 637 408 120 107 2 0 0 0
Total C N O S
18 CS 80 644 413 121 108 2 0
e Molecule 19 is a protein called 30S RIBOSOMAL PROTEIN S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 AT 8 665 411 137 114 3 0
Total C N O S
19 CT 8 665 411 137 114 3 0
e Molecule 20 is a protein called 30S RIBOSOMAL PROTEIN S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 AB 218 1704 1081 305 311 7 0 0 0
Total C N O S
20 CB 218 1704 1081 305 311 7 0 0 0

e Molecule 21 is a protein called 30S RIBOSOMAL PROTEIN S21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 AU 51 425 265 86 73 1 0 0 0
Total C N O S
21 Cu 51 425 265 86 73 1 0 0 0
o Molecule 22 is a RNA chain called 5S RIBOSOMAL RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
22 BA 17 2507 1116 459 815 117 0 0 0
Total C N 0O P
22 DA 17 2507 1116 459 815 117 0 0 0
e Molecule 23 is a RNA chain called 23S RIBOSOMAL RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
23 BB 2841 60995 27210 11229 19715 2841 0 0 0
Total C N @) P
23 bB 2841 60995 27210 11229 19715 2841 0 0 0
e Molecule 24 is a protein called 50S RIBOSOMAL PROTEIN L25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 BV 91 753 479 137 134 3 0 0 0
Total C N O S
24 bV 91 753 479 137 134 3 0 0 0
e Molecule 25 is a protein called 50S RIBOSOMAL PROTEIN L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 BC 267 2053 1271 416 359 7 0 0 0
Total C N O S
25 DC 267 2053 1271 416 359 7 0 0 0
e Molecule 26 is a protein called 50S RIBOSOMAL PROTEIN L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 BD 209 1565 979 288 294 4 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

IR YHEEERE
e Molecule 27 is a protein called 50S RIBOSOMAL PROTEIN L4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 BE 201 ?gt;; 9?4 22]3 2(30 i 0 0 0
27 bE 201 ?gt;; 9?4 2213 2(30 i 0 0 0

e Molecule 28 is a protein called 50S RIBOSOMAL PROTEIN L5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 BF 178 ?Zt;)l 9(55 2?1 2(538 2 0 0 0
28 DF 178 ?Zt;)l 9(55 2?1 2(538 g 0 0 0

e Molecule 29 is a protein called 50S RIBOSOMAL PROTEIN L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 BG 176 ?gtzzl 8(?32 214\1]3 226 g 0 0 0
29 DG 176 ?ggzl 8(?32 214\1]3 226 g 0 0 0

e Molecule 30 is a protein called 50S RIBOSOMAL PROTEIN L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 BH 149 T(l)tlail 659 115\;7 2(1)4 ? 0 0 0
30 bH 149 r‘E(l)tlail 6(939 115\;7 2(1)4 ? 0 0 0

e Molecule 31 is a protein called 50S RIBOSOMAL PROTEIN L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 BJ 140 $(1)t1342l 7%4 21110 1(9)4 ASL 0 0 0
IR ET T K

WO RLDWIDE
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e Molecule 32 is a protein called 50S RIBOSOMAL PROTEIN L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 BK 121 930 582 179 164 5 0 0 0
Total C N O S
32 DK 121 930 582 179 164 5 0 0 0

e Molecule 33 is a protein called 50S RIBOSOMAL PROTEIN L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 BL 144 1053 634 207 190 2 0 0 0
Total C N O S
33 DL 144 1053 654 207 190 2 0 0 0

e Molecule 34 is a protein called 50S RIBOSOMAL PROTEIN L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
34 BM 136 1074 686 205 177 6 0 0 0
Total C N O S
34 DM 136 1074 686 205 177 6 0 0 0

e Molecule 35 is a protein called 50S RIBOSOMAL PROTEIN L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
35 BN 127 1008 621 204 178 5 0 0 0
Total C N O S
35 DN 127 1008 621 204 178 5 0 0 0

e Molecule 36 is a protein called 50S RIBOSOMAL PROTEIN L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 BO 17 900 557 179 163 1 0 0 0
Total C N O S
30 DO 17 900 557 179 163 1 0 0 0

e Molecule 37 is a protein called 50S RIBOSOMAL PROTEIN L19.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BP 114 917 574 179 163 1 0 0 0
Total C N O S
37 bpP 114 917 574 179 163 1 0 0 0
e Molecule 38 is a protein called 50S RIBOSOMAL PROTEIN L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
381 BQ 17 047 604 192 151 0 0 0
Total C N O
38 1 DQ 17 047 604 192 151 0 0 0
e Molecule 39 is a protein called 50S RIBOSOMAL PROTEIN L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BR 103 816 516 153 145 2 0 0 0
Total C N O S
39 DR 103 816 516 153 145 2 0 0 0
e Molecule 40 is a protein called 50S RIBOSOMAL PROTEIN L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BS 110 837 532 166 156 3 0 0 0
Total C N O S
40 DS 110 837 532 166 156 3 0 0 0
e Molecule 41 is a protein called 50S RIBOSOMAL PROTEIN L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BT 9 77 491 145 139 2 0 0 0
Total C N O S
4l DT 9 77 491 145 139 2 0 0 0
e Molecule 42 is a protein called 50S RIBOSOMAL PROTEIN L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
12 BU 102 779 492 146 141 0 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 bu 102 T707t931 45(;2 114\1]6 1(21 0 0
e Molecule 43 is a protein called 50S RIBOSOMAL PROTEIN L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 BW 84 1;30;2 1 331 1219 1(1)3 ? 0 0 0
43 bW 84 1;30;2 1 331 1219 1(1)3 ? 0 0 0
e Molecule 44 is a protein called 50S RIBOSOMAL PROTEIN L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 | BX 63 T500t§1 3(133 91\; 9% 3 0 0 0
4 | DX 63 T;ggl 3(133 912 9% 3 0 0 0

e Molecule 45 is a protein called 50S RIBOSOMAL PROTEIN L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 | BY 58 Tﬁgl 221 81\; % g 0 0 0
45 | DY 58 Tﬁgl 221 81\; % g 0 0 0

e Molecule 46 is a protein called 50S RIBOSOMAL PROTEIN L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 Bz 70 TE)OZESI 359 1154 1%)0 2 0 0 0
46 bz 70 T504t§1 3?’)39 1154 1(80 2 0 0 0

e Molecule 47 is a protein called 50S RIBOSOMAL PROTEIN L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

47 | BO 56 ol 2(639 o é% ; 0 0 0

WO RLDWIDE
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e Molecule 48 is a protein called 50S RIBOSOMAL PROTEIN L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 | Bl 54 Tﬂfl QS , g 706 0 0 0
48 | DI 54 Tﬂfl QS , g % 0 0 0
e Molecule 49 is a protein called 50S RIBOSOMAL PROTEIN L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | B2 16 Tgo;;‘l 238 91\5 507 3 0 0 0
19 | D2 16 Tgo;;‘l 238 91\5 507 g 0 0 0
e Molecule 50 is a protein called 50S RIBOSOMAL PROTEIN L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 B3 o4 1;30(:21 323 1155 7?1 2 0 0 0
50 D3 64 1;30(:21 353 1155 7?1 3 0 0 0
e Molecule 51 is a protein called 50S RIBOSOMAL PROTEIN L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51 | B4 38 20551 1(;5 61\; 23 i 0 0 0
51 | D4 38 20(;;1 1(;5 61\; 2; i 0 0 0

e Molecule 52 is a protein called 50S RIBOSOMAL PROTEIN L11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 Bl 141 1;8;21 6?1 11;19 186 2 0 0 0
52 bl 141 1;8;21 6?1 11;19 186 2 0 0 0

e Molecule 53 is (15,2R,3S,4R,5S,65)-2,3,4,5,6-PENTAHYDROXYCYCLOHEXYL 2-AMIN
0-4-{[CARBOXY (IMINO)METHYL|AMINO}-2,3,4,6-TETRADEOXY-ALPHA-D-ARABI

NO-HEXOPYRANOSIDE (three-letter code: KSG) (formula: C14Hy5N350).
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KSG
oH
oH
' OH
) 5 - ..‘_\.\‘\}._'39
J:J Iq
OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
53 AA 1 % 1 3 9 0 0
Total C N O
53 CA 1 9% 1 3 9 0 0

e Molecule 54 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
54 BB 110 10 110 0 0
54 | DE 1 Tofal Bﬁg 0 0
Total Mg
54 CA 62 62 62 0 0
Total Mg
54 AA 60 60 60 0 0
54 | DN 1 Toltal l\gg 0 0
Total Mg
54 DB 109 109 109 0 0
e Molecule 55 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
55 AA 289 989 989 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
55 | AE 3 P 0 0
55 | AK 9 Total O 0 0
9 9
Total O
55 | AN 3 A 0 0
Total O
55 | AP 9 A 0 0
55 | AT 1 Total - O 0 0
11
Total O
55 | BB 497 J 0 0
55 | BC 1 Total - O 0 0
11
Total O
55 | BE 5 s 0 0
55 | BH 1 Total - O 0 0
11
Total O
55 BL 9 oy 0 0
55 | BN 1 Total O 0 0
11
Total O
55 | CA 293 203 203 0 0
Total O
55 | CE 3 A 0 0
55 | CK 1 Total O 0 0
11
Total O
55 CL 4 P 0 0
Total O
55 | CN 3 A 0 0
55 CP 1 Total O 0 0
11
Total O
55 | CT 3 A 0 0
Total O
55 | DB 501 o1 501 0 0
55 | DC 1 Total O 0 0
11
55 | DD 1 Toltal Cl) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

55 DE 3 3 3 0 0

55 | DL 1 Total - O 0 0
1 1

55 | DN p Total - O 0 0
2 2

55 | DT 1 Total - O 0 0
1 1
Total O

55 D2 2 5 5 0 0

gPDE
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3 or more. A red dot

2 and red
13%

1, orange

63%

0, yellow

green

wwPDB X-ray Structure Validation Summary Report

23%

16S RIBOSOMAL RNA

%
i

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

contain at least one outlier
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

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

3 Residue-property plots (i)

Page 21
e Molecule 1
Chain AA

09Y

88D
L899
98n
agy
%90
£8Y
(40
13°14
08y
670
8%D
L¥D

S¥9D
{441
€%
[44]
9D

6€D
8€D
Len
9€D

€0
EEY
[44 4
1€D
oen
620

wen

STD
10

{491
T
0Ty
69
8y
LY
99

960

€6n
zen
160
06D
680
88N
8D
98D
8N

€80
[4:5]
8V
08y
6.LD
8Ly
LLY

SLD
LY
€LD
LY
TLY
0Ln
69D
89D
19D

SOV

19D

06TV
68TV
881D
L8TD
9810

€810
(42344

0810
6LTV
8.1
LLTD
91D
SL1D

e€L10

VN O LN ONODO M LONO =@ 0ON0BO S NOSH 0RO
NN M®M®» M mmmmmd & & S & & < Ilw 0 0 W W W W © © © © ©Mlw© © O~ N~
el bl i e i e I e e e R Al L R e e Bl | e B N e B At e B B
V<L =CODBOODT DBV =<WDODIODUBII<O® <UD

£9€V

09€D
63€D
8G€EN
L8€D

¥9€ed
fdeto 4
T8ed

9%V
999D
i2sid]
£89%D
44
TSPV
0S%D
6%%D
8YvV

£%%0
444
15444

© o — om0 o © o H N MO N~ OO O [ I TRl
(SR o e - oo [N IR ES ES N ) MmO 00
& & &S S & S T R L S L T O
< D = o= o o o PO bDbobD« <o Db<swO0DbD

L0%0
90%H
S0%0
%0%D
£0%0
2o%d
1090
00%D
66€D
86€N
LBEV

S6€0
¥6€D
£6EV

o N O WON 0RO
I} AN N ®
0 000 WO W00 W0 W0
< DS 0OVBO BB

8190

%190
€190
c18n

S09D

Tosv
T0SD
008D
667V

967V

€67V
°6%0

06%0
68%0
88%D

S8%N
78%D
£8%0

RLDWIDE

0O
PROTEIN DATA BANK

W

erDe


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots

wwPDB X-ray Structure Validation Summary Report 4V4H

Page 22

€6.0
T6LY

06.LY

8840
LB8LY

S8.LD
8Ly
€810

08LY

8LLD

TL8Y

698D
8980

9980
S98Y
798V

2980
798D
098V
648D
848D
L6880

gsn
£4680

8%80
L%8D

I8y
€180

718D
0780

8080

€L6D
TL60

0,60

€90TD
290TNn
T90TD
0901
6G0TD
8G0TD
LSG0TD

SG0TY

€G0TD
2S80TN

8%0TD

S%0TD

€%0TD
ZHOTY
T%01D
0%01n
6E0TD
8E0TD
LEOTD
9E0TY

€E0TD

TEOTD

62010
820TD
LTOTD

ST0TN

F

TCOTV

610TY
810TD
L1010
9101V
S10TD
YI0TY

CT0TY
T10T0
0707

80071

900TD
SO0TY

€ETTD
CTETTD
TETTD

62110

LTTTD

GTITIN
4%
€CTIn
[44 291
114591

81110
LITTY
9111IN
STIIN
PITID
€TTTD

OTTTY

€0TTD

00TTD
660TD
860TD
L60TD
960TD

607D
€607V

T60T0
OJMﬂD
980TN
S80TN

€80T0
80TV
T80TV
080TV
6L0TD
8L0TN
LL0TD

SL0TN
PL0TD
€L0T0
CTLOTD
TLOTD
0L0TNn

e

0TTTD

80CTD
L0TTD
902TD

€02TD

66710
86719

9611V

v6T1I0
€6T1D

0671D

S8TTD
811D

Z8T1D

0811V

8LT1D

€410
TLITD
TLITY
0LTTY
6911V
89110

911D
€911V

19110
0971D
68710
8GT1D
LSGTTY

[4shan )
TSTTV
0GTTY
6%110
8%110

€%T1D

[44a %]
110

9ETTD

veein
€210
[444 1]
11445
(44 1]
61CTY
8T1CTD
LITTD

Y1210

11210

YeeTd
EEETY
CTEETY

0€ETN
6ZETY

LTETD
9TEIN
STETD
YTeTY

6TETV
8TIETY
® LIETD

STETN
YIETD
E€IETN

TIETY
0TETD
60€TH
80€TN
LOETN
90E€TY

Y0€1D

CTOETD

66CTV
86210

96210
S62T0
%6210
€6CT0
(4345

0621H
6821V
88TTV

€0%T0
[duAn)
101D

66€TD

S6ETD

€6ETN
TBETH
T16€TN
06€T0
68E€TD

L

L8ETD
98ETH

C8ETD

6LETD

LLETY
9LETN

ELETD
TLETN
TLETD
0LETD
69€TD
89ETV
LOETD
99€TD

79€TN

69%10
89%TV

SOPTY
v9vINn
£9%10
29%10
T9%1D
09%1D
6S%1D
8G%1D
LSHTD
9GHTY
il A 0]
vav1d
£4%1D

67710
8v¥10
LYPTY

SYPIn
aadl

[444%7)]

[
(04490}
6EVTD
8EHTD
LEDTY
9EHIN
SEPTD
YEVTY

TETIV
(5742

8THIV
LTHTO

aTvin
verin
€THID
TTHID

61%1D

STH1D
25491
ETPTY
TIPI0
11710
0T#TV

LO%TD
90%10
SO%TD

0€STH

L2S10
9TSTH
STSTH
%TS1D
€TSTH
2TseIn
12910

8TGTV
L18TD
9181H
ST16TH
¥IS1D
EIGTV
[Ashi}
TTS1D
0TSTD
60STD
80GTY

S0STH
%0519

L

0087V

86710
L6%1D

S6%1N
Y6910

o
4524
16910
06710
68%1D
88%1D
L8%1D
98%1D
S8%10
8% 1D
€871V
871D
8710
0871V
6.%10
8.L%10
LL7T0

SLPTD
iZAA%)
ELVTD
TLPIN
L9710
0L%I0

YESTY
@ EESTD

165 RIBOSOMAL RNA

e Molecule 1

12%

64%

N
&
N

Chain CA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 23

89D

08y

8Ty

oty
ST
wen

©
<

6TV
8TID

iZan)]
€210
{445

0TTV
611V
8110

ST1D
v1I0
€110
[ %]
TT1D
0110
60TV

LOTD
9070
SOTD

201D
660
86V
169

960

6.1V
8.L10
LLTD
9.L10
SL10

€10

0L10
6910
891D
L9TVY

91D
€910
o1V
91V
097V

881D
L8170
9610
SSTV
910

(414

671V
8¥%1d
LP1D
9%1D
SPID
447
154

1545
ovIn
6ETY
8ETD

SETD

€EIN
ZETD

0ETY

942N
GSTH
a&Td
£46cy
{4141

80cN
02D
902D
{4

£0TD
20Td

861D

S6TY
610

1820
982D
§820
78T0

(4144

8.TH
LL3D
9.eH
S.2H

elLen
TLed
TL2D
oLey
6920
8920

S9¢H
7920

44 4

652D

9LED

vLEY

TLEY
0L€D

09€D
63€D
8G€EN
L8€D

i

® T9%V

98hY
GS%D

€9%D
[4siA )
TSPV
08%D
677D
8YHY

£%%0
t440]
TPV

6ETN

9EVD
SEPY
veEPN
€EVD
TEDY

Lgvn
el 18
et470]

£T¥D
f44:4]
L1471

61%D
8T%D

9T¥D

€1%D

7190
€190
c1sn

S09D
cosvy
T0SD
0089
667V

967V

3

2°6%0
06%D

68%D
88%D

£8%0

LLSD

felach g

w8on

6.90
8.90N
.90
9L9V
SLOV
%.9D
£LOV
cLon

699D

S840
¥8LY
€810

08LY

8LLD

TLL0
TLLD
0LLD
69.LD
89.LY
L9LY
99.LY

¥9LD
€940
c°oLn

TL8Y

698D
8980

9980
S98Y
798V

2980
798D
098Y
668D
868D
L6880

v98n
£4980

8%80
L%8D

I8y
€180

T80
0180

8080

T96D
0%60
6€6D

SE6Y
€60
€€6D
2TE6D
TE6D
0€6D
626D

160
0160
606V
806V
LO6Y

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 24

€9070

LY0TD
9701V

€%01D
[4794 )
101D
07070
6€0TD
8€0TD
LEOTD

SEOTY

® <TEo0Td

62070
82070
L20TD
920TH

%201D

1201V

6107V
8107H

9107V
ST0TH
Y101V
€T0TD
CI0TV
11010

80070
L0070
9007D

YETTD

CTETTD
TETTD

8TTTD

9ZT110
STTIN
YCT1D

[4431)
11439
02110
61110

LITTV
91110

TITTV

LOTTD

98070
S8070
%8010
€8070
80TV

080TV

8L0T0
LLOTH

SL0T0
7L07D
€L070
TLOTD
TLOTD
0,070
69070
890TH
L90TV

L6TTV

|

CT6TTD
T6TTY
06TTH

88TTV
L8TTD
98TTH
S8TTH

08TTV
6LITY
8LTTH
LLTTD
OLTTV
SLTTD

LTI
CTLITD
TLTTY
OLTTV

89110

99TTH
SOTTN
Y9TTD
€9TTV
[413 1)

09TTH
6STT0
8STTD
LSTTV

SSTTV
YSTTD

0%T1n

8ETTY
LETTD
9ETTY
SETTN
YETTD

TETTIN
TE€TTH
0ETTD
62TTY
82TTO

€CTTO

11445
0TTTd
61CTY
81CTD
L1TTD
91CTY

(4549

012Td
602TD

L0TTD
90TTD

002TD
66110

vCeETY
€TETD
2TETD
TTETN

9TETD
STETN
YIETD
€1€TN
CTIETD
TIETY
0TETD
60€TD
80€TN
LOETN
90ETY
SOETD
Y0ETD

66CTY

L6TTD
96CTD
g62TN
v6CTD
€62TD
26TTH
062TD
68CTY
88TTY
L8TTY
98TTN

¥8TTD
€820

6.TTD
8.TTH
LLTTO
9.TTH
QLTTY

2TLTTD
TLTTY
04TTD

S9TTD
voTIn
€92TD
29210
T9CTV

68ETD
88ETD
L8ETD
98ETH

T8ETD
T8ETN

L

LLETY
9LETN

YLETY
€LETD

TLETD
0LETH
69€TD
89ETV
L9ETD
99€TD
S9ETH
y9eIN
E£9ETY

TOETD
09ETY

8GETN
LGETY
9GETH
SGETH
YGETN
TGETD
TSETn
0SETY
67ETY
8veIN
LYETD

YPETD
E€YETD
CTYETD

6EETY
8EETH
LEETD
9EETD
SEETN
YEETD
EEETY

0EETN
6CETY
8TETD
LTETD
9TETN
STETD

19719
09%70
6S%TD
88¥%TH
LSPTD
9SHTV
SSPTH
¥Sv1D
€9%1H

LYPTV

L

154441

6EVTD
8EVTD
LEVTV
9EVIN
SEVTD
YEVIV

8THIV
LTHTD

STHIN

44 %)]
[442%)]

61%1D

STPTD
7ivIn
EIPIV
CIPT0
11910
0T%TV
60%TD

90%10
S0%TH
¥0%1D
€0%10
[duan)]
10919

66E£TD

L6ETD

v6ETY
€6ETN
CT6ETH
T6€10
06€TN

¥CSTD
€249TH
TTaeIn
12STD

6TGTV
8TGTV

91GTH
S16TH
¥191D
€167V
c1810
11919
018710
60810
80GTV
LOSTV
90510

00STV

6671V

96%10

Y6910

14357241

68%1D

88%1H

L8%TD
98%1H

¥8¥1D
£8YTV
(45344
8710
0871V
6L%10
8L¥%10
LLPT0
9LYTV
SLPTD
vLvINn
E€L%1D

TL910
0L%T0
69%T0
8971V

SOVTV
wovIn
£9%10
{4340

€ESTD
TESTN
TESTV

e Molecule 2

62STD
8TSTN
LTSN
92STH
S2STd

30S RIBOSOMAL PROTEIN S3

11%

T98
9%
09y

8GH
PAkS
9GI
SGA

12%

.
™
0
5

TSA

11%

67V

9%1
o Sva
a2t

(4748
15723

6eY
8EA

52%

£EQ

TEN

25%

~
=

Chain AC

LTTA
oTTH

€TT1
(441}

0ZTL
6111

L11Q

STTA
PIT1

4344
T11Q
0TT1

807d

907¥

3

TOTN

i
L

T6TL

68TH

3

S8TL

€8TA
281a
@ 1811

@ 6.1V
8LTYH

9LTL
SLTH
vL11
€L1d
CTLIA
TLTY

89TH
@ L9T%

€974
14213

0973

S9TY
¥a1d

TSTE
0STA
6714
8¥TI
LY1D

6E€TN
8ETD
LETA

SETYH
YETH

L]
CETY
TETH

9021
{0 4cs
%02H
£0Ty
c0gd

00TH
66TA
86Ty
LBTA
961D

P6TA

305 RIBOSOMAL PROTEIN S3

e Molecule 2

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 25

5%

12%

12%

45%

30%

Chain CC

10
b2
a

99L

794

298
oM
09y

894

98I
SGA

€9y
Tas

08s
67V

971

(448
15729

N~ 0 O
M mn
M5

£€a

0€a

~
o
[}

€Ty
(44

8TN
LTH

111
0Ty

LETA

PETH
EETW
TETV
TETY
0ETH

STTH

€211

TOTN

660
86V

w6V

16V
06A
68A

981
S8

£8A

SLA

YLI

T.Y

69L
89H
191

€02y

T0TI
@ 00cTM
66TA

961D

€974
(4214

0972

® 9§11
SGTY

1814
0GTA
671X
8%TI

i

[i44
6ETN

9021
eol4c

305 RIBOSOMAL PROTEIN S4

e Molecule 3

16%

51%

31%

22%

Chain AD

99A

To¥

693

LG

a1

19D

[ 2

9D
OYH

9EY

€€I
{48
T€D
0€X

[N )
©
IS
<

74

® 021
6T4

L10

€14
{41

61

®
-
p=

CTETV
T€TI
0ETN
@ 6CTA
8TTA
LTTH

€TTH
(4433
13434
0ZTY
6TTH
8T1S
LTTA
9111
STTh
I
ETTY
43+
TTIY
0TTY
60TL

YOI

0671

881S
L8714

S8Td

1874
08TL
6L1D
8LT3

@ S.TD

@ €.lid

0LT1

69TH

914
€9Th

19TV

8GTT

9STV

® %STA

® 1STh

8YTV

® SPTy
PPII
EVIS

8€Td
LETS

PETX

S0TH

2021
TocH

305 RIBOSOMAL PROTEIN 5S4

e Molecule 3

798
€91
(4L

DO
0 © ©
M= x

~
0
B3

16%
II;E IIII
=]

TSA

Svd
a2t

9D

60
8€D

56%

9EY

ved
€eI

=) o
N ®
IIIIE‘ IIII=‘

oTY

€2

TTH

614
811
L1a
9TL

27%

€14

o
-
hE}

Chain CD
@ |

8TTA

STIN

+

ETTH

61TH
8T1S
LITA

STTh
B1TH

(495
TTIV

60TL
80TV
LOTH

SO0TH
YOTH

COTA
TOTA

66N
860
L6
964
4969
v6d

68T
88N
L83

G8L

181

8LV
LLE

SLK
YLK

893
197
99A

S6TN
Y611

26TV

L8TH

98173
G81d

€874
c8TA
1814
08TL
6.1D

LLTH

€L1a

TLIA
TLIE

L91d

S0TH

€0TX
(o4
1022
00ZA

e Molecule 4

8611
L6TH
96713

30S RIBOSOMAL PROTEIN S5

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 26

.  10%

8%

51%

29%

5%

Chain AE

Lyd

SPA
42!
€90
ThN
D
0%a

LEA
9EL
SET

€EL

o o
o ™
[ 9

929

§£4)

128

)
b
o

LTA
9TV

10
©
Hf

11
€11

o
©
£l

TTh

TEIN
OETL

LTTR

STTH

101D

L6d
96h
S6IN
764

e 06D

@
©
3]

~
©
=

o
© 0
[

©o o
~ ©
= |

e Molecule 4

[
™
~
=

TLI
0L

894

94Ty
SGTH

CGTA
TSTH
0st1a

LYTN

3

[445%)

0TI

LETH
9ETA
SETA
PEIN
€ETI
ceTd

30S RIBOSOMAL PROTEIN S5

. 10%

11%

56%

22%

5%

Chain CE

oV

*

83V

94d

193

674

PALS
9%

42!
€7D

07a
6€D
8EA
LEA
9EL
S€T

€EL
ced
1€8

IId{II
[
B

621
8TH

929

I\
o
&

© ) -
— - o
< " 2]
o =
© ©
P

b
-
AL}

[
o
-
=
|

01T
63

€211
(447

OCTH
6TTA

9TTA

® PITI
E€TTA

TTIY
OTTH
60TV
801D

SGOTI

20TL
TOTD

]
)
~

16S

o} © o
=) ) =
£ ) ©

€8d
C8H

~ ©
~ N~
= ©

9LN

ELA

-
~
-

69N
89Y
L9Y

So%
93
[ ] €9

30S RIBOSOMAL PROTEIN S6

e Molecule 5

26%

10%

36%

27%

4%
E

Chain AF

698

L9d
99y

E€9N
® 29

09A
63K
8GH

983

[ ] TSI
06d

LT

ShY

[47:
wa
0va

SEN

(44}

621

44

1

{449
TZH

61d
81A
LTh

c1d

0TA

~ (=)
= =

®
©
—

[
£

—
=

0018
66Y

964

£63

681

v8A
18N
8.4
LLL
9LL
S.3

€LE

0LA

30S RIBOSOMAL PROTEIN S6

e Molecule 5

ES

©

N

=S

[52]

—

X

o))

[50)

X

—

N
X
o
—

]

o

<

)

8EY

sd
29

TH

0018

L6L
® 967
[ ]
® ¥6H
€63
® 6L

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 27

30S RIBOSOMAL PROTEIN S7

e Molecule 6

X

©

—

X

—

—

X

©o

<

X

~

N
X
n
I

=

o

<

]

Sa%

Scd
weu
£TY

0za
615

o000 0
©
=1

S0Td

€0TI
ZOTM
TOoTH

STV

671V
8YTY
LYTN
9YTV

30S RIBOSOMAL PROTEIN S7

12%

e ¥wvIv

[474%S

0%TA
6E€TA

e Molecule 6

PLA

gL 9E€TA
77O ety

TLL PETA
| ooud | sety

694 CETL
| oson R

LON 0ETA

998 | ezin

15%

10%

49%

26%

Chain CG

991
e oV
€97

194
[ ] 09y
694
891

9GS

18
0sv
691

3

SeR
veA

0EN

9TV
ST1a

(44 xS

® <1id

0T7¥

90TV

e %0TA
€0TI
Z0TM
T0TYd

00TH

| oeen
¢6d
764 €GTR
01
671V
(23491
LPIN
oFTY
Sy1a
i44%
| o8y ETNH
® 6LA (4441
[ s TYIH
o LLY O%TA
9.8 6ETA
e 8e1d
LA [ ere
7 9eTy
TLA SETA
TLL PETA
0.d | gety
‘Bl e
L9ON 0ETA
e 993 | ezIN

30S RIBOSOMAL PROTEIN S8

e Molecule 7

8%

57%

34%

21%

Chain AH

990

229
€9
291

091

861

9Gd

AL

193
0GA
674

LyQ
eict
SPI

€%D
{4758

o¥d

8EA
LEN
9EY
Q€I
YEY

o
™
£

TET

6CS

Lgd

1

L10

SIN
4%
€11

TIL
011

© © o
HIQ =

® OTTH
60TA

%018
€0TA
@ <TOTA

30S RIBOSOMAL PROTEIN S8

14%

@ 00TI
669
861

S6W

® <T6d

T6T
062

88Y
L84
98Y%

81

e Molecule 7

8%

48%

42%

Chain CH

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 28

9831
98L&

08d

30S RIBOSOMAL PROTEIN S9

e Molecule 8

S

n

—

S

o

©

X

B
N

=

g

o=

<

-~

SSa

€91
f4eic

° °
D ON®ODO
S8 & & § & 0w
Sesemon d

-
S
]

o e
=3
<
<

LEX

0
)
5]

e ©ET
€ES
CTEY

@ OEN
@ 6cI

®
o
IS
© =

LN
o
-
5

1S

oty
69

& ©
(=3

[491S

0TIV
6114
8TTH
L1171

STTA
2958
€TTA

T

60Th
80TY
LOTY
9010
S0TY
$OTL

00TV
6631
864
16T
963

v6d
€61

162
06a

884

S8Y

€8L
281

08H
6.4
8.1
LLY

o < Il
~I~~
n B o

091

oTTd

® €Tld

30S RIBOSOMAL PROTEIN S9

e Molecule 8

22%

58% 18%

22%

Chain CI

8y
® €8l

30S RIBOSOMAL PROTEIN S10

e Molecule 9

5%

17%

47%

25%
28%

<7
=

=
B
@)

L9T
993
S9K
90
€90

9TA
o ScI
yTa

61Q

+
3

STH
¥1a

3

o 01T

0071
660
86A

96A
S69

®
061

181

08L

8.4
LLA

0LH

305 RIBOSOMAL PROTEIN S10

e Molecule 9

5%

16%

59%

17%

5%

Chain CJ

09a
693
89N

geb

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 29

® <2011
T01S

86A
L6a
96A

v6Y

-
P
a

684
88H
18T

S8a
8A
€8L
83

6.d

9.1

€L1
cly
TLT
0LH

e Molecule 10: 30S RIBOSOMAL PROTEIN S11

993

90

5%

Chain AK: -

9%

O M
© © © © ©
B o>

11%

50%

29%

SOV

LGS

¥as

LL

SPL

£PH
(44}
L2

YEL

CTEL
TEA
0€1

8TN
LeN
ocTd
S¢S

{443
TCH

6TA
81D
L10

LLD

25

TLa
0Ly
69D

e Molecule 10: 30S RIBOSOMAL PROTEIN 511

1,93

5%

Chain CK: T

9%

13%

46%

32%

894
L98
99y

oA
€90

oV
094

983

089
6%S
8%
L%

SPL

£7M

LgTd
9TTH
{45’}
{445,

e Molecule 11: 30S RIBOSOMAL PROTEIN S12

90TI

66T
86Y

961
S6L

(4

9831
S8A

€8A
[4:kS
o 181

3

LLD

epkcs

LA
LY

oLy
69D

8%

14%

61%

24%

Chain AL:

094

LSL
99T

18
€94
{4}
TSA

674

9%S
S¥N
¥vd

(4728
Tvd

3

LEX
9EA

PeL
€€0
TEA
T€D

621

® €Ty
® ITIN

6TTY

LT1D
9TTA

€1TYH

b

6074

90TA
SO0TH
%018
€070

1011

3

® L6A
96L

6L

T6A

06d

880

98A
S8y
8D

784
T8I

6.1
8LA

§L3
BLb
£LT

991

79

ZOA

e Molecule 11: 30S RIBOSOMAL PROTEIN S12

9%

16%

53%

b

28%

Chain CL:

o
©
=

8GN

98T

wSA
€8y
[4:0)
TSA

SPN
¥vd

Tvd
0L

9EA
SeEY
YEL
€€D

1€D
0€Y
621

L2d

STY

ozA
[ ] 6TN

9TV

TTd

©
|

e Molecule 12: 30S RIBOSOMAL PROTEIN S13

17%

13%

56%

28%

Chain AM:

R LDWIDE

O

PROTEIN DATA BANK

W



Page 30 wwPDB X-ray Structure Validation Summary Report

4V4H

] [ ] [ ] [ ]
o - aN® ONOOO - NmFEN©® O o @l Mo a0 N Ol- NmSWLONONS - NM
- A 0 MO O o o - o oo o o ™ ™ [} < A < <+ & w0 0 0 0w w0 ww ©0 O O w0
<= ©HZHAAEK D HaabHBoS H&nX H H AR XHaOEan oOHABRJO®EQR> QXL > >

° o o000 0000 o
=3 ) ©ok o oo
© o o= o DO N OO O S0 O~ 0 DO o NN~ 0B o oo oo
© © KN~ ENENKK®® DD XD RVRDDRDD DD DD D - e
© == NnHK®EASA OFEB AR d dA>;ms am 3 mE o

Molecule 12: 30S RIBOSOMAL PROTEIN S13

19%
. | ... o e
Chain CM: 28% 55% 1% . .

Al

16

N7

I8

P9

D10
H13
A4
116
A7
L18
T19
V24
G25
T27
G37
I38
A39
K43
I44
548
E49
G50
Q51
152
D53
T54
L55
V59
A60
F62
V63

o [ X )
o @l 0o~ ® )
0 N~ OO o™ S ©ON~ OO O o 4 wwon o ollalln o o OO o o o oo —
OWOWOOORNENNNNNNNNQ®OOQOX0X0QOEOR @ OO - —Blld - -
HEA Il cdEdHon=nHNK M®JS A0 >k A & Ao b= <cBbe X

e Molecule 13: 30S RIBOSOMAL PROTEIN S14

33%
. y—
Chain AN: 30% 48% 18% 5%

o o () o o000 e e00000 o 0 O 00 000 o000
| o - am © N~ OO o © B O =N O a@s oo o <+
- 0 QO DR I ] aa A ® oo SRR R T 0
< 2 @2meNm> < AaX> oo < H | H ;| Aa EEESESAaKE o B ©
o o oo °
NMFDONDDO AN MO OO Mol N 0 [ ©
©© QOO YON NN~ EENOORRE ®© @ OO0 o o
FROmOEHD®AMS R COoMEHKE®R = MH a <

e Molecule 13: 30S RIBOSOMAL PROTEIN S14

16%
Chain CN: 20% 55% 20% 5%
[ X ] [ X ] o [ X ] [ ) [ X N ] [ ) [ )
O-H N M 0 ~ oM W0 O~ o N M S o <+ W0 O N~ M WO O
[S IS W OO H A A — NN NN o m mm < IS S S 0 W WwwWwwWw LW LW O
M oun i = | (=] - I - A>= ~ = A M Ao ANV ECoM
[ X ] [ ]
o
- [32] N~ el 0 0 o, O o < W O 2] Eal m O N~ o
0 0 0 W0 ~ ~ N~ N~ © 0 0 [ee] (] (] <N M) ~—

Molecule 14: 30S RIBOSOMAL PROTEIN S15
19%
Chain AO: _44% 47% e .

o ° L) (] e o ® oo

| o — W ®© & o o N~ OO oIl Ml Ml o SR NS ) ® O o ™ 0O -

o m © o - hnd -~ o oo a NN mm (s} ] < < 0 0w W 0w 0 © © © N~

Hn < MHB © <= A 0 o< S a 9 m K iR s> n = o e M
°
S~ 0@ o oo &+ © N~ ®
E NNK®®©®o00 0 0
> O HEHEAFREAS . ®®

WO RLDWIDE

eP

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 31

4%

e Molecule 14: 30S RIBOSOMAL PROTEIN S15
Chain CO: ™

8%

51%

40%

L

<
~
=

TLY

o
~
=

[}
©
A

z9Y
90

6GA

981
9971

€9y
[4ct!
1SS

67H
8va

T

Thd

-

8€T

884

9.L¥

e Molecule 15: 30S RIBOSOMAL PROTEIN 516

- o 10 @ N [ e o [ o
w0 w0 w0 0 wn ©o © ©
A AmH >oo B

EY

(&)

S

~

©

X

[

N
X
(52}
b

M

=

o

<

-~

O

o o-ams w
IS T
A H< 0 m

()
<
]

©
™
=

SeY

°
e Molecule 15: 30S RIBOSOMAL PROTEIN 516

e 18V
e 083

8LA
L.3

SLI
7LT
eLY

e TiA
0LY

® 89S
@ L9I

11%

65%

21%

12%

Chain CP:

oA
09H

k

954
SSa

£5a
e 281

6%D
8vd
® Lvd

Sva

® E¥
(4729

® 8ed

® 9eA

ved
€EI

TeY
0€D
62N

Ley
9N
o4
wes
€ea

TTA
ozA
6TA
810
LIK
914

4%
€1
(45

8y

91

I
eL

™

e Molecule 16: 30S RIBOSOMAL PROTEIN S17

5%

65% 12%

23%
18%

Chain AQ:

€90

e Molecule 16: 30S RIBOSOMAL PROTEIN S17

6.3
8LA

SLA
w1

LM
TLS
0LY

89%
198

99d
vou

12%

62%

23%

10%

Chain CQ:

3

693
89A
LSA

G99

€G6D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 32 wwPDB X-ray Structure Validation Summary Report

4V4H

™ § 10 © o o < 1 © © o — o m
© © © © ~ ~ ~ NS ~ N~ © © ©
O o® 3 53 = N = m < >4

e Molecule 17: 30S RIBOSOMAL PROTEIN S18

20%
Chain AR: 23% 41% 8% - 27%

o000 o oo
o BN - o &0
= |8 o ™ @ o
2] =] BB v

e Molecule 17: 30S RIBOSOMAL PROTEIN S18
9%
Chain CR: 36% 25% 12% 21%

o oo [ (] o
o S0 © N~ <+ o o o oIl N N MW 09
0| o n = & & WY WD OO O OO0
BE S X 3 <~ cAa< HXE<SERNJd®EAA K>

< 10 [ o o o © N~ DO o Elo » O A
o o o m m <+ & < 0 0 0 0 00 © W W
AH  JaME=E S A @0 PrRENMMNOoOROd HME<®

oo ollo o
©O O W O O I~
HamAa B

(]
o
~
m

e Molecule 18: 30S RIBOSOMAL PROTEIN S19

38%

Chain AS: 16% 51% 17% T 1%

o
o
OO o
© AR HA

[ ] (]
N0 o
© © ©
S X

e Molecule 18: 30S RIBOSOMAL PROTEIN S19

L12

K16
K17
Vi8
E19
P29
L30
T32
W33
534
e
§37
T38
P41
N42
M43
I44
148
A49
V50
H51
N52
G53
R54
Q55
H56
V57
P58 @
V59
F60
V61
T62
E64

UG
H68 ©
F73 ©®
T76
R7T
T78
Y79 ©

36%

Chain CS: 23% 46% 15% . 13%

[ N ] [ ) [ ) [ X ] (X J [N X J o000 o000

-9 H A J = s - = [7] =1 - 0 HHBLAS = H E-] - =
0000 [ ] [ ) [ N J [ X ]
e Molecule 19: 30S RIBOSOMAL PROTEIN S20

20%

Chain AT: 39% 49% 7% ..



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 33

8934

® 991

€94

oV
090

LSGA

§gd
0]

[4:k

6%V
8¥d

44l

YEA

LN
©
-
£

€8N

30S RIBOSOMAL PROTEIN S20

e Molecule 19

29%

10%

45%

43%

Chain CT:

o
=

TLY

[ ] 991
® G991

[ ] €91

19Y
® 09b

991
sgd
el

084
6%V

L%0

ShY
k4414
£¥1

8€1

SEX
veA

1€I

621

LTW

jZ4]
[ ] £

6TH

(41}
111

98Y
S8

[4:29
6LL
8LT
LLN

YLH

30S RIBOSOMAL PROTEIN S2

13%

e Molecule 20

X
=)
-

16%

o
<+ 0 N~
RS
X BB

51%

23%

Chain AB

198

674

@

[
%
—

[ ] e oo
©K~ O OO - N mSw O
AN AN®®m®H®Mm0 0o
=Ko RS < =& >

i

o

>
[
©
=

)
-
2]

91D
[ ] S1d
YTH

(4%
1234
0T

ST11a

4958
€111
[431)
T
0171

LOTH
90TA
SOTL
458

2OoTN
TOTL
® 0071
6610
869

€6H

o
@
=

S8S
781

3

083
6LA

3

QLY

[N’}
TLL

691
® 894

[ ] 991
S9N

81V

Z8TA

TLIY

0LTI

8972
L9TH
991a
SOTV
v91a

29TA
® 1914
0971

® LS1d
® 9911

® E39IH

Wwra
0%T1
6€Td

LETL
9ETYH

veTT
EETV
ceTd
TETH

6CTL
®

jzaa
ad]
ceea
j1444
0gzA
61CL

LTV
9TCTA

30S RIBOSOMAL PROTEIN S2

0T2L
60CA

¥02a
£0za

6611
86TA
L6Td
9610a
@ S6TA

@ €67a
C¢6Td

e Molecule 20

06TS

10%

12%

52%

24%

9%

Chain CB

LN
<+
o
e

79D
£9Y%

198
09y
6G1

674
8YI
L%d

SPL

£va
(4748
PN

6€I
8EH

SEN

1€d

82d
Lea
9TH

T2k
0Zy¥

91D

¥TH

0Ty

otta
STTd
wTIL
€210
{4414

6TTh

3

ST1d

€111
(494"
TTTY

L0TYd
90TA
SOTL
70Ty
E0TH
coTN
T0TL
0011

86D
L6D
96T

€6H
[4

o
[
)

880
.80

S8S

£8Y

180
0831

*

8Ly

9.S

vV
(A

04D
694
894

991
g9y

S6TA

€610
261d
T61a

I

L81a
98TA
9871

€814
Z8TA
181d

8L11

9LIN

ZA%S
€LTY
TLII

69TH

v91a
® €971
® <T9TA
1914
® 0971

L81d
98T
e ]
€STW

@ O0STI

8%1D

SPIN
Yv1d

0%11

8ETYH
LETL

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 34

e Molecule 21: 30S RIBOSOMAL PROTEIN S21

28%

20%

35%

14%
15%

Chain AU:

€a
TSA

Ll

Sv
Py
s

6€%

©
@
(5]

<
)
~

TEA
0ogd
62y
821

€cH
(44

0ozy

8T4d
L1Y

0
-
pE}

=) o
M & 10 ~ = bal
H X > (2] [ [=]

e Molecule 21: 30S RIBOSOMAL PROTEIN 521

28%

18%

38%

17%
15%

Chain CU:

197

e 9%d
i)

£va

vl
0%d

TEY

® 8t1
LTA

N 0
Il 5
3] <

N M S W0 © © o
R -
A>aae B

e Molecule 22: 5S RIBOSOMAL RNA

13%

57%

28%

2%

Chain BA: =

s9n
79D
€90

19D
09D

88Y

gan

¥90

[4°1 4

08y
6%
87N

il

42

ovn
6EY

9€D

€€
zen
1€0

~
o
(3]

99y

e Molecule 22: 5S RIBOSOMAL RNA

14%

59%

24%

2%

Chain DA: -

€90

e Molecule 23: 23S RIBOSOMAL RNA

.

11%

63%

24%

%
B

Chain BB:

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 35

zon

650
8GD

96V
GSD

{44

TETV
0E€TD

8TT0
LTIV

iZ4%)]
€TTH

114%)]
0z10

L11D
9110

ZcTin
TV

801D
LOTD
907D

OO DNO HNMY 0O N
©COOOWOONKNNENNNNN
e R R R R e R e e e e
OD<db<ovobbE<boaoo

660

960
96V

060
68V

989

£8Y
28N

€610
610
T6TV

681D
881D

S81H
810
€810
[4:344

191V

641D

L1810
9GTV
SqTyY
vemn
€91n
(444 )
TSTD

6920

%920
€92H

8GTH
L82D
96Ty

4]

[4c14]

082H

L%TH

SvTh
i4441
£vTn

0%2d

LETD
9€T)
ggen
veen
€eTy
TETH
Te€TY

*

4441}

ST12H
j414)]
424
[414)]
1334
012d

8020
L0TY
902N
S0TH

0020

8610
LBTY

+

LEED
9EED

TEEY
TEED

8zeNn
LTED

gced
ey
€2ed
TTEY

0zey

9.2n
S.LT0
vL20
€LTH
TLTY

0Lzy

v6€0

06€N

88€D
L8€N

1

ON®ODHOHNMm
mmmom$ S
SO T T I S )
Obo=Obov<

vLEY
€LeN

TLEY

TLYY

697D

L9%D
99%Y
S9%D
vovn
£9%D

T9%0
09%Y
657N
897D
LGPV
98%0

€97V
TS¥D
TS9P0

8¥vN

9%¥D
S¥H0

veEPN
€EVD

62hY
8THY

9THd
STHD

0THd
6190

L0GY
9089

€08V
{4y

S8%0
¥8%0
€87V
1455414

8LVV
LLWY

TLvD
eL%D

009D
665V
869N
L6SD
968N
G690
63N
€690
268V
680
069V
68390

189D

%890
€899
88y
849D
08sn

LLSD
9.8n

TLS0
049D

980
9980
499D
%990
€99V
¢9sn
798D
095D
699D
888N
LSS0

vasn

S99Nn
799D
€999
299D
To9V
0990

899N
590
9699

TS99
0890
679D
8%99
L%9D
9%on
S%90
POV
£VoV

8TLD

9TLD
STLD
boLn
€TLD

TTLY
ocLn

8TLY

9TLY

€TLD
TTLD
TILD
0140

8190

SLoV
.99
€490
TL9D

899V
990

908D
508D

co8v
L6.D
961D
S6.0
b6LY
88.Y

181D
981D

T8LY

TELD

0480
698D

998Y
S980
798D

0z8y
618V

L180

7180
€180

T180

808D
080

S.8D

3

T80

6L6V
8L6D
LL6D

RLDWIDE

SL6V

%960
£960
2969
1960

6356V
84660

9469

N~ O ®O - N MmN o
U (s QYo Yo R Yo JTo JTo]
DADDDD DD D
SOV OBBBD

EV6V

6V

LE6D
9E6Y
SE6D

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 36

19010

6S0TH

LSOTY

SG0TH
YSOTY

[4:{0) 1]
159019
080TV

8Y0TV

[479%)]
901D
0701V
6E0TY
8€0TH
LEOTD
9€0TH
SE0TN

€€0TN
CEOTY
T€01D
0€0TD
6201V
8201V
1201V
9201H

%T01D

1201V
0Z0TY
67070
81010
LT0TD
9107D
S1070
YT01Y

21010
11019
0107V
6001V
L00TD
9007D
momﬂu
20o0TH
TO0TY
0007V

6660

o

STTTH
¥CTID
€CTTD

12110
0ZTTH

8TTTD
LITTD
9TT1D
STTTD
YITTID
€1110

121234
OTTTD

80710
LOTTD
90TTH
mJﬁa:
T0T10
00TTD

860TV
L6070

T60TD
16019
0601V

S80TV

€8070
28070
18010
080TV
6L0TD

LLOTY
9070

CLOTD

6907V
890TH

S9070
%9010
€907H

T6TTD
T6T1D
0671D
6811V
88110
L8TTD
98119
S8T1D
8110
€8710
28TID
8110
08110
6.71D
8.L11D
LLTTD
9L110

TLITD
TLTTD
0LT1D
6911V
89719
L9110
99719
G911V
$9T1D
€9T1D
29119

09719
68110
8GT1D

9GTTY
SGTTY
Y&TID
€GT1D
2GT10
TSTIV
0GT1D
6%11D

S¥T10
44221

Wi
0%110

8ETTD
LETTD
9ETTD

TETTD

96TTIN
vaeeTv
€4TTY
TSTTH

6%C1Nn
8%T1D
LYTTY

el 44 1]
l424911
€%210
cvein
TPCIV

6€£TTH
8ETTD

CTETTD
TecIn
0€TTY
62210
821D
LTTTD

et44 1]
j£4451)

zceIn
1144 %)
(44 1]
61210
8TTTD

91TTD
STTTD

€1TTY

L0TTD

v0TTY
€0TTN
20TTd
10210
00TTD
667710
86710
LBTTD
96110
S6TTD

€6T1D

TTETY

0ZETD
61€TD
8TETN
LIETD
9T€TN
STETD
YIETD
€1ETN

TIETD

60€TD

LOETY
90€TD

CTOETY

00€TD
662TD
86210
L6TTO
961D
S62T0
vécIn
€62T0
T6TTH
16210
06210
68210
88TTH
L8TTY
98TTY
S8TTV

£€8TTD
8T
821D

YLTTY

TLTTY

0.210
69CTV
89TV
L9210

L

£€92T0

09TV
6GTTD

LSTTO

LEETD

CTEETD
TEETD
0EETD

8TETY
LTETY

STETN
YTETD
€TETD

LSPI0
9S¥%TH

(452 %)]
15910

6%%1D
8Y%1D
L¥%10
9%¥%10
SYPID
i4%42%)
£9%10
[442%)
15447
07710

8EVIN
LEWTD

F

EEVTY
CTEVTD
11342414
0EPTH
671D

9THTH
STHTH
jZ42%)

[442%)]
11427
07TV

8T¥ID
PAS AT
9TH1D

PIPID
EIPTV
[as AN
12542
0T%1D
60710
80%1H
LO%1D
90%10
S0%10
YOV 1D
€07 TV
c°o%In
10919
00%10
66€TD

¥CSTD

LTISTD
918TH
STGTV
%1510
€1870
CI8T0
T1S1D

80GTV
L0STD
908170
S0GTV
Y0STY

CTOSTV
T0STD

66710
86%T0

9671V
S6%TV

0L%TV
6971V

L9710

SO%TH
79¥1D
€9%T0
(45341

68STN

98STY

€89TY
28STD
T8STH
08STY

981D

T9STD

S99TV
Y991V
€991D
2991n
79919
6G91D
846910
LS9T0
96910
9691V
Ye9TV
TeoTY
19919
65919
8%91n
L%910
9%910
m¢mﬂc
Zh91D
TYo1V
6€91D
8E€9TD

LEITY

vcotn
€2C9TD

L1910
9191V

0191V

80971V

0910
€097V
20910
T091D
00910
66910
8641V
LBSTY
96STV
S6STD
76510
€69TY
2T6STD
T6STV
06STY

8TLTD
LTLTD
9TLTD
STLIN
%TLID

9.L9TV

E€L9TD

TL910
049710
6991V
8991V
L991H
9991H

Y6LIV

T6LTY
06470
68LTV
88410
LBLTY

S8LTV

TSLTD

1SL10
0SL1H

8YL10
PAZAN
OYLIV
SYLIV

E€YL1D
[42Z4%)

0%L1D
6ELTY

TELTD

L98TH
99871V
S9870
79810
€98T1H
298T1H

8G8TY
L8981H
98810

v981Y
€881V

8¥8TY
Ly8TY
978TH
S¥8TH
%810
£¥8T0
Tv81H
9810

8€8TD

€€8TD

0€8TD

Lz81N
9281H
281N
%2819
€T8TH
TT8TD
1281V
0Z810
6181V
81810
L181H

€181D
c1810
11819
0T8TV

S08TY
%0810
€081V
TOo8TV
TO8TV

66.TD

L6LTD
96.10
S6.LTD

TE6TV
€610

6267D

ST6TO
%2610
€260
(4435
12619
02610
6161V
8161V
L1670
9161V
ST6T0

11610
0T6TD
60670

906D
S06TD
%0610

1061V

86810
L68T1H

%6810
€68T0
T68TD
16819
0681V
6881V
888TH

98810
9881V

£88T0
28810
18810
08810
6.810
8.8T1H
LL8TY
9L8TV
SL8TH
74810
€L8TH

TL8TY
0870
698T1H

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 37

T00TH
10020
000D
66610
8661V
L6610
96610

£6610

16610
06610
6861D
8861D
L86TV
98610
S8610

1861V
0867TD
6L670

YL61D
€L6TD
CTLETD

0L6TY

S9610
%9619

63G61D
88610
LS6TD

96610

€961V

18610
0861D
69610
8¥61D
LY610
9%610
SY61D

£9610

%610

LEGTY
9E6TY
SE6TH
YE6TD
€E€6TH

vL02n
€L0T)

TL0CY
0L0TY

902D
9902)
§902)
%9020
€902D
90Ty

630CY

vsocy
£80TH
(414 )
1502y
0802D
6%02H
8%0TH
L%0T)
9%02H

i

[44u4)
902N
0%02H
6€£02N
8€0TH
LEOTY
9€0T)
SE€0TH
veozn

0g0TY
6202H
820cN
préva]
9z0cn
§20Td
%20Zd

0ZoTY
670CY

vrocy

6002V
800D

@ B8ETTD

L

EETTH

80TV

9012N

[dt4)
T0TTY
00TZH

86020
602V
96020

760TY
£60CH
aJmND
880CV
L8029
98020

%8020
£802H
T80TV
802N
0802V
6,020
8L0TD
LL0TV
9.020
§.020

L612n
96120
S672n

€612D

9871¢H
gag81en
v81CY

z812n

e 0872
6.120

9G12H
ggTen
vaTey
€472D
TaT1Td
19120
086720

® 8¥1Td
[
@ 97120
@ S¥ITd

£€9120

®
e 0%12d
@ 6€1en

s9gTn
¥92Td
£92T0
z9ozTTn
19220
09220

8G2TTO
LSgen
96¢TH

08zTd
6¥%cen
8%2Td
LTy
Eid44)]

[4744)]
137441
ovTzn

8ETTH
LETTD
9€TTN

veTTH
€gcTn

T€TTN
0€2TH
[r4441)
82TTH
Leeey
922Td

i{q44)]
£2TTH
2TTTO
11444
0zzen
61220
812TH
L128TH

L0TTH

902TH
S0TTY

€0zTn

0022d
661CY

62eTN

LTIETY
9T€TH
STE€TH
vreey
€1€T0
z1een
TTECY

@ 60€cTy
® 80€TH

90€T)

€0€TH
cogen
T10€2TD
00€TD
66z

862CTY

¥622H
£62TH
c6eeTn
16220
062TH
682TH

0.LTTY

89TV

96€TH
S6€TO
¥6€TD
£6€TN

T16€TH
06€2N
68E€TH

L8€zN

6LETH
8LETY
LLETY

v.€2D
€LETH
cLETN
TLETD
0LETH
69€TY

S9€TH
¥9€2d
£9€TH
T9ETO
19€2H

SGETH
¥9€TH
£9€TH
TSETY
1S€TH
0S€T)
67€TH
8YeTN

9vETY
SYETH
vheen

TYETD
1544}
0veTY

T€ETH
0€ETH

89%CY
L9%TD
99%2D
S9%TD
v9%CH
£9%2D
29%2D
To%CV
09%2n

89%CH
L8%en
94%2D
eleiza]

1174
08vey

8vvTy

Y¥PTd
£¥¥TO
(47444

8€vTN

vEYTY

(45741

60%2H
80%2N
L0YTY
lviza )
S0%TH

£0%TD
20%2n
To%eCn
00%2D
66€TD
86£TN

SESTD
vescy
€esen

0ESTY

8zsTn
LTSTO
9¢S8Td

cesaen
j14:ta)
028Td
61920

L1820
918TY
STSTO
v1scn
€18Ty
218TD
T80

80SZD

9092n
S082H

£08CY

10820
00820
66%20
86%20

96%TD

26%2n

06%2H

69%CY

£09TD

T092D
0092y
665CD

S69TD
692D
£692n
2T69TH
16820
068TY

L88TY

g8scn

T852H

6.8TD
8.STH

9.8TH
S.82D
v.9¢D
€.82D
TLSTY
TLG2n
0,829
6992D
89920
9982y
S98TY
v9sTy
MJMND
0982y
6G5TD
8GSTD
LGSTH
9G692D
g692n

€692H

8¥gzn
Lp8TY

9%82d
¥98TH
£95TH
TSy
0%52D
6€5TD
8€8TD
Lgszn

0L9TV
6992D
899TH

99920
S99TY
992D
€992D
2992y
T99¢H
0992y
64G92D
849920
L89zTv

£499zn
TS9TH
TS9¢0
059zn
67920
8%9TH
Ly9Tn
9%920
S%92H
¥992H
€%9¢D
[a4140]
T992H
0%92H
6€£9CY

Lg9zn
9€920
qe9Ty
veoTy
£€9TH

T€9CH
0€92D
6292n
82920
L29TH
9292d

61920
8192H
L1920
91920
q1920

€192n

60920
8092D

S092n
vo9zn

0€LTD
62.LTH
8T.LTN

STLTY
veLen
€TLTO
TTLT)
TTLey
ozlzn
6T.LTH
8TLTH
LTLTD
9TLTD
ST.L2D

TTLTO
TrLCY
0TLZD
60429
804ZH
90.L2Y
S0.LTY
wommo
T0L2N
00LgY
66920
86920
96920
692D
£69TD
2T69TH
16920
06920
68920
889TH
892N
989¢H
892N
£8920

089zn
6,92V
8L9TD
LL9TD
9920
S.L9TY
v.L92D
€L9TD
cTL9Tn
TL92H

[iZk4

8ELTY

LELTD

SELTD
YELTY

TELTD

£9820
T98TH
1982n
0982V
65982H
89820
L882H

£4820

9%8TH
S¥8eNn
7¥82D
£%8TH

L

1€82H
0€820
628TY
828TH

928y

S1820
v182Y
€182V
c18CTH
11829
0182V
608CY
808cH

S082TO
70820
£082TH
208TH

® 66.2V
86.20

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 38

£0620
20620
10620
0062V
668CY
868cN
L68cN
96820
S68TH

£68TY

688C0
888T0
188TY
988TY

|

88TV

23S RIBOSOMAL RNA

088¢)
6.8TY
8.8tN
L.82H
9.8tH
§.820
%.820

04820
698TH

e Molecule 23

59820
%9820

10%

63%

24%

%
B

Chain DB

345

0Z10

LTTD

€110

TTTY

989
989

£8Y
z8n

089
6.0
8.0

SLD
bLY
eLY

TLY

]
S0CH
vocy

66TV
861D
LTV

*

€610
T6TD
16TV

681D
88TH

S8TH
7810
€810
8TV

6.10
8LTH

LTV
SLTD

eLTV
TLTV
.10
0L10

LTV
9910
SOTV
791D

19TV

6STD

98TV
STV
vaTn
€410
4334
181D
0810

L%1D
oIV
S710

€710
(444

e 0%1D

TLTD

8920

%920
€92H

09zH

682D
8GcH

T€TY

6220
8220

81cV
L1V

STTH

eIy
(A4
1120

602D
802D

81€0

91€0
STED

€T€D

0TEY
60EV

LOED

S0€0
voen
£0€D

S.L20
%L20

86€0
L6EN

geen
¥6€D
€6€0

06€0

88€D
L8EN

S8€0

£8€0
[4:14 )
18¢€D
08€D
6.LED
8L€0

69%D
89%D
L9%D
99%Y
S9%D

T9%D
09%Y
6G%0

96%D

£8%Y
444

677V

8T%D
L1%D
9T¥%N
STHY
454
€1%0
(4541
TT%D

9€S5D
ot}
vesn

T€SD
0€5D

8T9Y

98V

i74°h)]
€290
2esey
128N

6780
815D

STSY

€15V

T180
019D

8089V
LOSY

Y09V

208y

8LYY
LLYY
9L¥D
SL%0

TLYY

T09D
009D
665V
863N
169D
968N
G690
v6sn
€690
T639Y
680
069V
68490

1890

489D
7890
£89D
88V
789D
083N

819D
LLSD
9180

TLG0
0.9D

980
9980
998D
7990
€99V
298N

894N
LSS0

969D
vaan
€899
[4ciei}

0890
679D

€990

0%50
6€9D
8ESY

L19D

S190
v19v
€19V
2199
TTOD
0790
609V
809V
090

£09Y

ThLY
Twin

8ELD
LELD

SOLY

€040

669V

L1699
9699

7690
£69V
2690

L1780
7180
€180

2180
T80

S6.L0
P6LY

T6LD

L8LD
98.L0

08.LD

8G.L0

9G.LY

5L
€GLY

8%.LD

vvL0
ePLY

9z8n
ST8Y

€280
2T8d
TZ8Y
0z8Y
618Y
818D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 39

SY6V

£¥6Y
276D

*

8€6D
LEGD
9E6Y
SE€6D
ve6N
E€E6Y
TEBN

0€6D
6260
8T6V
LT6Y
96D
STEY

226D
1260
0z6Y

816V

€160

6007V

LOOTD
9007D
momﬁo
200TH
TOOTY
0007V
6660
8660
L66D
966V
9660

£66D
2660
T660
066V

886V
1860

86V
£86Y

86V

8169

9169
SL6V

%960
€960
296D
T960

656V
866N
L86D
9669

756D

TS86D
TS6D
086D
676D
8¥%60
LY6Y

28070
18010
080TV

LLOTY
907D

3
i

6907V
® 89071D

S9070
%9010
€90T1H
290T1H
19010

6S07D

LSOTV

CS0TD

0STTD
67TTD
87110

9110
SYTT0
PITY

15433
0%110
6ETTH
8ETTH

9ETTH
SETTO
YETTY

TETTD
0ETTN

8TTTH

STTTH

11433
0ZT11H
61110
8TTTD
L1110

L

€1110

TPV
OTTTD
60TTD
80710
LOTTD
90TTH
SOTTN

10710
00TTD
660TH

L6070

€60TH
26010
16019
0607V

S80TV
7801V
€8070

PICTY
€ITTY

€6TTD
T6TTD

06TTD
68TTY

L8TTD
98TTD
S8TTD
Y8110

2T8TTH
8110
08110

8L1TD
LLTTD

SLTTY
vi1I0
€471
TLITD
TLITD

69TTY
89TTD

99T1D
S9TTY
$9TTD
€9T1D
2oTTD
911D

LSTTD
9GTTY

Y&TTD
€GTTD
2GTTD
TSTTV

S8TTV

€8TTD
28TIN
821D

8.T10

25431

TLTTY

0.210
69CTV
89CTV
L9210

v9TTV

444
19210
0921V
6G2TD

vaTTy
€4TTY

0821H
6%21INn

SPTID
44921
€%210

9E€TTH
SETTD

0€TTY
62T10
82T1H

+

TTIn
T2C10
0ZTTD
61210

ST2TD

SSETD
veETY
€SETY

TSETD

8YETD
LYETY
9YETD

hmmﬂu
CTEETD
TEETD
0EETD

8TETY
LTETY

STETN
Y2TETD
€TETD
ZTETY

0ZETD
61ETD
8TEIN
LIETD
9TETIN
ST1ETD
YIETD
€1ETIN
TIETD
0TETD
60€TD

LOETY
womﬂo
COETY
00€TD
662TD
86210
L6210
961D
96210
v6cIN
€6TT0
T6TTD
16210
06210
68210
88TTD
L8TTY
98TTY

(47421

8T¥ID
PAS AT
9TH1D

YIPI0
ETPIV
[as4N]
13542
0T%1D
60%10
80%1D
LO%TD
90%10
S0%10
v0%10
E0%TV
°o%In
TO71D
00%10
66€TD

S6ETY
Qmmﬂb
T6ETN
06€TN

88ETH
LBETY
98ETD

V8ETV

T8ETD
T8ETD

mhmﬂb
SLETN
YLETD
ELETY
TLETN
TLETD
0LETD

89€TH
LOETY

TOETD
09€TD
6GETY
8SGETH

9GETD

[452%)]
8710
08%70

8L%TD
LLYTY
9L¥%10
SLPTD
wLYIN

TLY1D
0LPTY
6971V

L9%10

SO%1H
79910
£€9%10
(45341

LSPT0
98¥%1H
SS%1H

€971V
{412 %)
18910

69710
8¥¥1D
L¥%1D
Eiaan]
SYPID
ba4a%)
£7PI0
[47420)
13%44%)
07710

8EYTIN

8YSTY
PAZL)

SPSTY
YPSTY

ZPSTNn
T¥ST0
0%STD

9ESTD

vESTN

86710

9671V
S6%TY
28
mm“ﬂu
067 TV
68710
88%TD
L8%1Nn
98%1N
S8%1IN
8% 1N

LI9TD
9T9TY

€19TD
191D
TI9T0
0T9TY

809TY

€091V
2091n
T09TH
009TD
669TN
869TY
LBSTY
96STY
S6STD
76910
€6STY
2T6STO
T6STV
06STY
689N

989TY

€89TY
T8STD
T8GTH
088TY
6.9TV
8.9TN

F

TLSTV
0LSTY
69STY
89STD

S99TD
991D
€991N
298TN
T9GTD
098TD

LGSTD
9GSTD

pssTn
€98TY

TSSTV
0GSTD
6%STY

76910
0697V
6891V
88970

98910
S891D
891D
€8910
891D
18919
08910
6.L9TV
8L9TV
LL9TY
9.9TV

€L9TD

TL910
04910
6991V
8991V
L9919
99919
9991V

29910
19919

6G9TD
86910
L8910
96910
SSOTV
veoTv

TS91D

6%91D
8%91n
L%910
9%910
S%91D

T¥91D
TYo1V

6€9TD
8E9T1D
LEQTY

€E9TD

vTotn
€291D

89470
LSLTY

YSLTY

SYLTY

0%LTD
6ELTY

LELTD
9ELTIN
SELTY
YELTD

TELTD

8TLID
LTL1D
9TLID
gclin
YTL1D

TTLIV
TCTLID
0TI

8TLID
LTLTY

FAZAS

[A7AN
TTLIV
0TL1D
60.10
80410

SOLTY
Y0410

TOLTV

L

S691D

ra=a)
81D
£€28TD
2T8TD
1281V
0z81n
6181V
81810

Y1810
€181D
1810
T1819
0181V

€081V
08TV
TO8TV

66.LTD

RLDWIDE

LBLTD
96.T0
S6.LT0
YeLTY
€6.L10
TELID
T6LTV
06.10
68LTY
88.L10
L8LTY
98LTY
S8LTV
¥8LTV

8L10
08LTY
6LLT0
8L.L1IN0
LLLTO
9LLTD
SL.10
YLLTD

TLLTY
TLLID
0LLTD
69.10

99L1D
S9.T0

TOLTY
TOL1D
09410
6GLTY

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 40

%6810
£68T0
T68TD
16819
0681V
6881V
888T1H

98810
G881V

£8810
28810
18810
08810
6,810
8.81H
LLBTY
98TV
S.L8TH
¥L81D
€L8TH

TL8TY
04810
6981H

L981H
9981V
99810
%9810
€981H
2981H

8G8TY
LS8TH
94810

vS81Y
€981V

8¥8TV
LY8TV
9%81D
S¥81D
%810
£%810
cv81H
%810

8€8T1D

€€8TD
TEBTD
1€81D
0€8TD

2810
9T8TH

63967D
896710
LS6TD

96610

€961V

19610
08671D
6%61D
8¥61D
LY610
9%610
SY61D

£9610

19610

LEGTY
9E6TY
SE6TH
YE6TD
€E6TH
CTEBTY
T€610

6261D

S26T0
¥T61D
£T61N
(4431
12619
026710
6161V
8161V
L1610
9161V
ST610

11610
0161H
60610

9067TD
S06TD
%0619
€06TD

86810
L68TD

Te0TH
10TV
0€0TY
6202H
8202Nn
,20TH
9z0zn
S20TH
%202D

0Z0TY
610CY
8102TH
L1020
91020

C10TH

0T02ZH
6002V
8002)

2002ZH
10020
000D
66610
8661V

S66T0

£6610

16610
06670
686TD
886TD
L86TY
986710
S86TD

1861V
0861D
6L670
8L6TY
LLETY

YL61D
€L6TH
TLETD
TL6T0
0L6TV

S96TD
%9610

£60CH

16020
0602V
68020
880CY
1802H
98020
498020
%8020
£802H
[4:lv4
18020
080TV
6,020
8.0TD

§.020
L0220
€L02D
TL0T)
TL0TY

L902H
990D
99020

0902V

o

§8020
v302Y
£802H
csocy
18502V

8%0CH
L%02D
9%0TH
S%02D

£%020
144441

0%02H
6€£02n
8€0TH
LEOTY
9€02)
S€0TH
ve0Zn

varcy
€G87TD

TS120
06720

8%12H

9%12d

15414
0%12d
6£12N
8ETTD

9ETTD

@ PEITY
L]

60720

|012n

€072D
207Td
TOoTCTV
00729

8602n
L60TY

L1TTH
912TH
ST1TTO

€1een
(45441

(2441}
60229
80¢Td
L02Td

F

€0zcen
cozcen
T02CH

96120
s612n

26120
612V
06729
68120
8872N
L8120
9872H
g812n

8TV
082TH
6.2TD
8.TTY

9.TTH
S.TTO
vLTTy
£.3TY

TLTTH
(VX44

99zey

c9zTTn
9220

ThETO
TETH
oveTy
6EETI

TEETH
0€ETH
6ceTn
8CETY
LgETY

veeTn
£TETD
2TETY

6TETH

L1ETY
91€TH
ST€TH
v1eTY
€1€TD
zcrean
13141

90€TH
S0€TN
Y0€TH

TOETD
00€TD
66220

V144
96cTn
962T)
v6cTh
£62TH
z6cen
16220

88TTY
L8TTY

S8TTO

80%cn

90%CY
S0%TH

£0%20
® <o¥ven
Toven
00%2H
66€TH
86€TN

96€TH
S6€TO
¥6€TD
£6€cTN

16€CH
06€Tn
68ETH

L8€TN
98ETY

¥9€2d
€9€TH
CT9ETD
T9€CH
09€TH
mJﬂwo
¥9€Td
£8€TH
[4:134 )
TS€CH
0S€TH
67€TH
8veTN

oveTY
SYETH
vheen

6.%20

LL%T0

SL%TO

89%CY
L9%2D
99%2)
S9%2D
¥9%2H
£9%20
[4kza)
1992y
09%2n

88%CH
Ls¥ven
98%20

0%¥%2d
6EVTY
8ewvTn

SEVTY

8T¥%TH
LT%TO

£zven

11474}
02%2d

91%C0
ST%CH

(43741
115741
0T¥%ZH
60%2H

21820

808TH

90520
S0S8TH

10520
008z
66%C0
86%C0

96%2D

[ 43741

06%CH
68%Cn
88%CH

¥8%CH

18%2H
08%2D

819TH
L1920
9192D
S1920

€1920

0192D
60920

§09zn
092N
£0929

10920
009y
665TD
865TY

sifle

692D
€692
269TH
16520
068TY

88Ty

g8gzn

]
ﬂJmNu
meNu
L8TH
€L8TD
TLSTY
TS0
04829
6952D
8992n
9989TY
S99cy
iikla)
£€992n
c¢ogzn
T962N
0982y
646920
8GSTH
LSSTD
9GSTD
9852N
€GSTH

8vaen

S89TH
v89zn
£89T0

78920
0892n
6.9TY
8.9TD
L1929
992D
S.9¢v
v.92D
€.92H
cTLozn
TL9TH
0.92Y
69929
899TD

9992)
S99TY
992D
£€992D
2992y
T992H
0992V
6592D
8G92D
L89Ty

£99zn
[4sie14]
19920
089zn
67920
8%9TH
Ly92n
9%920
S%9TH
¥992H
€%92D
2%92H
T992H
0%92D
6€9CY

Lg9zNn
9€92D
qg9Ty
ve9Ty
£€92D

TE€9CH
0€9TH
6292n
82920
LT9TH
9292D

LYLTD
ovLTn

eblen
ThLTD
1524
0bLTY

8ELTY
LELTD

SE€LTD
YELTY

CTELTD

0€LTD
62LTH
8cLTNn
LTLTY
9T LTY
STLTY
veLen
€TLTO
2TLTD
TeLey
ozlzn
6T.LTD
8T.LTH
LTLTD
9T.LTD
ST.LTD

TTLTO
TrLCY
0TLTD
6042D
804TH

90.L2Y
S0.LTY
042D

T0L2n
00.L2Y
66920
86920

496920
692D
£69TD
T69TH
76920
06920
68920
889TH
892N
9892D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 41

9182TH
S18T0
7182V
€182V
T18TH
1182H
0182V
6082V
8082ZH

§S0820
¥082n
£08cH

@® 66.TY
86420
L6.20

S6.420
¥6.2D

F

06.20
68.20
88.LT0
L8.L20
98.zN
98.20
¥8.Len
€8.zn
28.LTH
18.LCY

8L.LTV
LLLTD
9LLTY
SLLTH
vLL2D
€LLTD
TLLTD
TLLTD

69,20
89.zN

S9.LTv
09,20

63.2H
8G.TV

SS.L20

€92V
[4:Vka)
162D

0882H
6.8CY
8.82Nn
L.8TH
9.8TH
S.82D

4998zn
%9829

£982D
982D
T982N
098TY
658TD

LS8TH

£682D
TG68TH

6%82N

9%82H
a¥8zn
»¥82H
£%8TH

T¥820
0%82D
6€8TD

LEBTY

SE8TY

T€8CTH
0€82D
628TY
8282H

oT8TY
ST8TH

2T8TH

6182D

20620
T0620
0062V
668CY
86820
6820
96820
9682H

€682V

68820
888TH
88TV
988CY

78820

88TV

505 RIBOSOMAL PROTEIN L25

14%

e Molecule 24

17%

52%

- <
< <
= m

30%

Chain BV

990
S9A

® €91
[4°28
[ ] 191
09A

LSK
® 984
ek

£8)

0SI

]
< &
= o=

[t}
N
a

6EY

621

Ltd

ElaS
won
£TY

114

814
L1S

a2

[41}

oV

.
[re}
©
=

7%

oS0 o~ IO - o
w [} w ©0 0 ©
M m > > AR

0Si

L¥A
iR

56%

PPH
£%a
(448
Tva

681

88H

981
98y

® €831

e Molecule 24: 505 RIBOSOMAL PROTEIN L25

18d
08H

35%

A2

8Lb
LLA
9.a

[41]

5%

iZA 1
€LY
® TLA

693
893

Chain DV

€83

e Molecule 25: 505 RIBOSOMAL PROTEIN L2

%
N
3]
5
«©
<

X

& B
-
)
M
=i
o=
<
=
@)

09vV

) LSH

g
YCH
€CT

0oZN
6TA

0
bl
=

{45

€11d

6011
80TH

90Td

7071

CTOTX
T0T¥

L6a
9631
S6&
%61

261

88Y
188

¥8d

SLY
¥ld
€LI

TL0
0L%

T9TA
09TA
6STL

® %AtV
€411

TSTD

Ly1d
9YTH

THIN

6ETL
8€TS
LETD
9ETA

PETI
EETN

0€Td

8TTL

6%CA
8¥Ch
® L¥TH

ShTL
474
£¥ed
[444:5

® 8ecN

9€TH

£€TH
TETH

6CCH
8¢ca

€Ty

|344)

61CA
® 81clL

91TH

a4
® <TIcH
e TicH
(%4 )

L0TY

S0zTH
® ©0T1

@® 2oz

00ZH
66TH
86Td
LBTV
96TN
S6TD

€673

T611
06TL

O

R LDWIDE
PROTEIN DATA BANK

W



4V4H

wwPDB X-ray Structure Validation Summary Report

Page 42

89CH

v9TH
€9za
[4an

09y

9GTL

i4°140
€82H
(4144

e Molecule 25

® 0szh

50S RIBOSOMAL PROTEIN L2

16%

5%

26%

48%

19%

Chain DC

650

LGH

SPN
PN

~
™
©

1€d

Ly

(9]
¥CH
€q1

M § 10
© © @
A=

STA

01d

8L

A
X

[
=

8CTTL

801D

SOTY

TOoTY
007H

L6Q
964
S64
¥6'1

[48
16V

984

-
©
(5]

6.4

LLA

SLY
vld

1.4

69N
894
L9%
994

7oA

6.13

® 097x

vv1a
€PIA
THIN

0%TA
® 6€1L
8E1S

TETH
0€Td
6211

® CTW%CH

0€Td
6CCH

TTTL
122
0zey
6TCA

e 81Tl

9TCH

a4

[4u4s

00ZH
@ 66TH

LBTV

€672
261D

505 RIBOSOMAL PROTEIN L3

@ 692

o 19Ty

GSTH

e Molecule 26

€82H

27%

26%

®

@ o
<+ 10
=3

55%

. 15%

Chain BD

09A

8GN

98

181

o 9%d

07T

LEA
9eb

® PEA

CTEN
1€V

® 8ci
(]

©
I
=

(]
44

(4493

0ZA

® L1
[

STd

60TA

80Ta
LOTA
90T

YOTA

(494

® 0071
663

965
60
€69

T6L
064
684
884

S8Y

£8Y

82
08H
6.1

8.9

LETS

441

(447

96TV

¥61d

1

505 RIBOSOMAL PROTEIN L3

e Molecule 26

22%

26%

53%

18%

Chain DD

TOL

feiigs

iagl

® <IN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 43

TTIA

0TTH
611V

LT1D
OTTY
ST1D

€118
CTTL

0TTL
60TA
801a
LOTA

SOTH
70TA

T0T4
® 0071

86A

961

e 60
€69

[} T6L
[ ) 064

o
)
m

S8Y

£8Y

183
08M

9LD
QLY

2L

0L
69V

™ 0
© ©
[ -

{428

1810
08TA
6LT4

LLTA
9.L1a
SLT1

CTLIA

0LTA
6974

LOTN

S9TH
910

TOTH

69T

LGTH
9674

9T
£G8T1H

08Th

8710

9911

€¥1d

@ 9€IN

® YETH
€ETL

0ETD

9TIN
STTM

€TTY

50S RIBOSOMAL PROTEIN 14

9811

e Molecule 27

26%

48%

23%
21%

Chain BE

[eeb
194
09N

968

0
N
[}

~ @
© ©
< o

€24
{444

6Td

(4%

LTTE

[4a xS

TCTTA

6111

911d

e vIld

(4291
T11E
0118
6071

~ =)
) )
= &

C6H

€LI

TLD

191V
097V
68711
84914
LGTT
9GIN

»a1a

10TY

86Td

e Molecule 27

S6T
6T

06TV
68TL

50S RIBOSOMAL PROTEIN L4

23%

51%

21%
22%

Chain DE

L9¥

07y

8€D

CEA
TEA

6CH
8TA

) LS

[ ] e€cd

[
i
o
= II

0Zd
® 614

91d
§18
vIA
E€TL
(4%}

018

©
<

9
ST

[ ] €1
[ ] 4

0ETH
621d

PR XS

£TTA

TTIA

@® 6111

® 911d

2318
€TTA
® Tl
e 1112

80TI

G011
494

Z0Td

863
L6N

) S63

C6H

® 060

884
@ L8V

T61a

68TL

L8TA
98TA

€874

0871
6.L1S

LL1d
9L1a
SLTI

TL1Q
0L7d
69TA

99T
® S9TH

® €9IN

91V

9GTIN

7910

ce1d
TSTD
0STL

9%TA

THIV
THIN

9ETh
SETY

e Molecule 28

0021
® 66TH
@ B86TH

96TA

v6TY
E€6TA

50S RIBOSOMAL PROTEIN L5

21%

22%

51%

25%

Chain BF

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 44

+

{44

0sa

°
®© o
& &
a4

44l

TvE

6EA

9EN
[} GeT

€€l
TEA

8¢d
LTA

44

TN

0N

505 RIBOSOMAL PROTEIN L5

10%

8T1d

0
-
pE}

219’8

o
—
>

[
a

Sa
¥H
€1
[44

0073

L63

S6W
64

64
061
68L

® 98D
81
78D

e o08b
6.4

vLY
E€LA

Tl
0L¥

891

) 991
) v9d

8LTY

0LTY
6971

LOTY

S91D
912

494811
$aTL

9%1a

£%1Q

e Molecule 28

8C1S

20%

46%

32%

Chain DF

€94
29l

13

[} SSa

€4y
{44

0sa

671
8%1

T
6EA
8€D
LEW

SET

® €eI

€4

62
8¢d

9zh
STH

IIl.‘n II
I
©n

674

219’8
TIA
TTA

6CTH
8CIS
LTTR

STTH

114 %
0Z1s

91711
ST1D

3

TT1Y

90TV
SOTI

€0TI
C0T1
T0TY
0073

864

964
S6H

€64
269
64
061

L8

18D

6.4

991
$9d

8LTH

@ S.1d

50S RIBOSOMAL PROTEIN L6

€L1a

89711

99T

@ €913
29t1a
1918

63TV
89TL
LSTL
9GTL

PSTL

(4429

0%TI

e Molecule 29

09D
(]
M [ ]
€4d
{41}
% L) 164
-

9€1
e SEL

57%

[ ] E€EL

1€d

62N

Lgd
9T

e %Il
€TI

0Zd
6TN

9TA
S1Q

23%
23%

T1d
0TA

Chain BG:

0
5

L) TS

9CTL
GT1d
%C10
€e1H
(4441

e 0T1I
611D

9111
ST1h
e 7¥IH
e €11a

OTTH

S8

083

SLTH

cL1E
TLIN

6974

9973

e %91V

€971
® 297
® 1977

841D
® LSTX
9GTA

€481d
[4sh1s

505 RIBOSOMAL PROTEIN L6

e Molecule 29

15%

55%

29%

17%

Chain DG

o000
~
wn
=

LN N ]
o
re
[

L]

L]

® <IvA
e TvE
e OvA
@ 68V
L]

YETD

TETT
TETA
0€TI
6213

9CTL
STTd
iZz4%]
€cTa
(444}

0211

L11d

€110

CTTA

® 9071
S0TS

€0TN
[49)

00TN

8631

96V
967

€64

b

88T

98T

18D
083
6.LL
8LA

9.1

& 10
s~
= >

o
~
=

894
L9V
99L

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 45

LSTH
991X
S91d

€41d

50S RIBOSOMAL PROTEIN L9

8%TH

SPIV
PRIV

(4211}
1D
0%1I

e Molecule 30

17%

53%

44%

29%

Chain BH

6EY

ced
TEA

Lcy
9Ty
STk
144
€Ty

148

6TA

L1a

ST1
1S

(4%}
TIN

oM © [
o> H | =

80TA

CTOTV

w8V
€83
28s
8V

LY

SOV

o 6prd |
e S8¥IV
@ L¥IA
@ 9%IA
e whiA
€911
TYIA
15258
o¥TY
6€Td
8ETA
LETH
SETH
® ¢€g£1d
o zEw |
e T€Is
@ O€IA
o 6zid |
@ S8TIH
e .LTiF

50S RIBOSOMAL PROTEIN L9

e Molecule 30

17%

58%

32%

22%

Chain DH

SOV

291
TOA

89T

) 791

e 1SY
L]

677

i

® &N

[
o o= a
o S
IIII'< - II:‘

® 9gv
® Sex

® 8IN
Lcy
Ty
® STk

244
zTy
TZA
ozN
6TA
81h
AL

1S
€190
(4%}

6A

91
ST

™

® 661
86a

969
® ©6I
£6S

T64
06T
6831
88D
L83

S8

€81

ELN
TLI
LY
0L3

o)
©
<

o 6p1d |
8YIV
LYTA
9%IA
SHIN

e whiA
€911

8ETA

® 9€1S
SETH
PETA
® €1
CETd
T€1S

@ S8TIH
L2713

505 RIBOSOMAL PROTEIN L13

e Molecule 31

X

N~

~

X

~

o
N
m

S

2)

-

-

M

=

o=

<

=

@)

63V

LGT
9GA
§9qI
PSI

2aa
19D

8YA
® L¥H

SYL

(4414
15728
e O%H

[4°9¢
1€4

62V

Lz
929

1ZL

N
=)
-
]

664

964

vev
€61

98b

€80
28D

8LL
LLH

T
TLQ
0LL
694
8934
LON

0 ©
© ©
2]

(47N
To%

0%TT
6ETA
8ETh

GETH
BETY
® eIV
TETH
® TEWN

6213
8TTN

oTTV
® G&TIk

50S RIBOSOMAL PROTEIN L13

14%

e Molecule 31

28%

53%

. 15%

Chain DJ

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 46

68V

LST
9SA
GSI
81

LN )
oo
10 10
(=1

o
10 ®© o
i & &
2] EN-]

®

o
<
o

8€D
LEY

ved
€EY
TE1
Ted

i

LcH

oL

TCTL

o
©0
[

e 61a
8TA
LTA

(X (]
<+ 10 ©
-
Q= >

SL

™

[49%)

0ZTY

964

vev
€61
T6H
163
063

88L

980

81
€80

08H 0711

8ET

9.H 9ETh

YLK
€LA EETV
Tl CETH

3

OETH
891 6213

9TTV

e Molecule 32

e9v
(47} €Ty

50S RIBOSOMAL PROTEIN L14

10%
p

[
©
=

90

. .
o
©
=

LSGA

20%
.w
Iy
a

CSA

674

©
<
a

(429

(028
® 6gI

©
™
-

9€D

® ¥ed
EEY

57%

6CH
8¢S
L2d
929
Se1
wen
195

) 120

19%

[
[
|

Chain BK

611V

L11S

STTI
PIIA
ETTH
CT1d

0113

L0T1

e 7%0IL
€0TA

TOTD

661

L6L

S61

™
[
=4

[
-
o
7

505 RIBOSOMAL PROTEIN L14

e ¥8D
€8y
28N

694

e Molecule 32

L9%
993

16%

54%

28%

2%
B

Chain DK

+
m o

€90
(47N
TOA

950

€EY

o€y
6CH

19
® ¥iIs

-
-
<

e Molecule 33

©
|2

1213

61TV
8111

9111
STTI
BITA

CTTTd

0113

80T
LOT1
9073

¢0Td

0074
661
864

S61
$6d
€60
T6H

68N

181
98T

=
0
=}

50S RIBOSOMAL PROTEIN L15

~ ©
[
H o

9LA

0L¥
69A

L9Y%
99

6%

28%

47%

[ X )
IIIIm II

I

©

A47%

. 18%

Chain BL

09¥
654
89X

€6
[4h]
193

O%A
i)
%0

0¥%s
6EX

<+ 10 ©
™ m o
o

=
™
B

S¢S
e
€qI
[44)
4

219’8

-
—
©

©
]

000000000000
<
=

TCTL

® 9TTA
STT1d

ETTV
® Tl

0TTA

°

©0
o
-
=]

T0TI
00TI
66N
86V

£6N

889

®

©
@
[

00
™
@
<

794
£9%

€TTY
(449

505 RIBOSOMAL PROTEIN L15

e Molecule 33

6%

28%

46%

38%
: 20%

Chain DL

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 47

694
8Gk
LST
94d

000000000 OO
o
10
[

®
0 N (=]
& S
> mm|mo

Y

LED
9eN

® ©Ed
€Y

[
™
o
=

1€D
® OfL
6231

i
*

929

€CI

® 0ZD

® 8TY
LT1

™
—
5

)
=1

©
=

o
[

ZTIA

0CTTA

LTTL

€11V
CIT1

9013
® SOTI

€071

e 107I

S6T
v6L
[ J
16Q
06A
983

784

(48
180
08s

8.4

9.8
SLY

e whiz
® ¢€¥1d

® 0%1d

8ETY
LETY

e Molecule 34: 505 RIBOSOMAL PROTEIN L16

EETY
CETY

4%
€TTY

090

7%
LX)
Im-
s}
=

TS
0y

Ly
ovI
feidi]
vHY
€5V

28%

W1

~ =)

) <

© =
L)

veR
€e1

Ted
0€S

47%
&
©

824

[t}
N
a

= ®
3] N
= 2]

9T
ST

28%

18%

o o
©
=1
m

©
B3

oY
=S

™

Chain BM:

e %11

0TTV
6111

9TTV

YTTH

(439}

80TA

90Td

® €EO0TX
ToT1
@ 10TA

66D

S6'1

T6X
063

8y
€80
(410

Lld
9L
S.3

€L1

LOA

[}
©
=1

B
©
=

€91
(428

505 RIBOSOMAL PROTEIN L16

e Molecule 34

6%

[

N~

10 10
II:’ = IIII

20%

49%

26%

17%

Chain DM

(428
79D

P
evY

W1

®

=3
<
I3

0 ©
o -3
P} A,

< 10
M M
EE

T€d

[
N
©

~
o
%

<
N
B

N
N
o

T
TTd

°
@©
&

~
B

21
) ™

STTd

€TTH

6111

L1T4

ST1d
f23%
ETTV
(4391

7012

®

[N
o o
= >

[v)
9
[

~
~
[

SL3

E€L1

69d
894
LOA

991

B
©
=

9ETH
SETA
PETL
€ETA

e TEIA

6CTL
@ 8TIL

505 RIBOSOMAL PROTEIN L17

e Molecule 35

32%

22%

56%

20%

Chain BN

£9Y

{458

L]
® SIS
L]

(41

® STV

@ <Tciy
® 1T1X

@ 6T1S
8TTH
L1170

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 48

e Molecule 35: 50S RIBOSOMAL PROTEIN L17

18%

62%

13%
20%

Chain DN:

TV

85a
e lSL
98%

91

[4:33
1971
08d

©
<
=

ovY

791
£7H

(i

8€T
LEL

Sex
YEL
€EI

0€Y
62A
821

[
< 1B ©
e
== o

-
I
[

0ZI

T0TD

6631

L61

S6L

26D

16V
064

88Y

o84
S8d

€81
28

084

8L

9LA

e Molecule 36: 50S RIBOSOMAL PROTEIN L18

24%

47%

®
<+ o
[x] [
o =

30%
26%

Chain BO:

790
093
68V
861
LSY

®
® o o S0
< 2] n wn
A< B

ovd
a%S

[

()
<
=

-
d‘
<

® 9rTd

¥T1D

(435

01TV
60TV
801d

® 9071
SOTV
7010

@ €0TA

b

860
164

e Molecule 36: 50S RIBOSOMAL PROTEIN L18

) 264

15%

55%

32%

26%

Chain DO:

093

99
i

18Y

@ o
<+ 10
> <

~
<+
=

®

0
54
0

@
<
=

b

)
12
=

9EX

LN J
<+ 0
™ 0
-

£€Y

(N ]
o
3]
=

921
STH

000000
I
I3
<

L1T4

STT1

(A%
TTTY

60TV
80Td

90T1

010
® EO0TA

§6S
w64

168

e Molecule 37: 50S RIBOSOMAL PROTEIN L19

L) 8831

® 98D

€8T
[4:34
T84

6LY
8LA

9L

7%

35%

41%
45%

12%

Chain BP:

@® 6071

LOTY
90TV

v01D

[4axs
TOTE

66T
864

G631

€61
c6Yd

689

9831

78S

6LA

0000
10
~
=]

o
~
2]

L93

[
[T
© © ©
Hwn =

198

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 49

e Molecule 37: 50S RIBOSOMAL PROTEIN L19

26%

9%

31%

41%

[
o
«Q
o

18%

Chain DP:

894
LSY

L) GSH

Lidd
e Lyl
9%A

9D
eva
Thd

e onb

8€Y

SES
vED

CTEA
TEA
® 0teM

8T

acA

® 02
® 674

L1d

€11

TTh

(X ]
<+ 9 © N~
HM o a

- o
v =

1072

66T

[ ] L6X

S61

€61
® <c6Y

689D

©
©
I3

S8A

[
© o
~ ©
o (71

®
R
~
=

o SON
%98
[ ] €91

e Molecule 38: 505 RIBOSOMAL PROTEIN L20

23%

53%

8%
23%

+

Chain BQ:

TEY

8¢S
Lz

i)
429

(44

610

o [t}
© 0
= -

L11
911
STH

€TH

[
it

©
S

9111
STTV

(4344
e T11X

60TA

90TL
S0T4
Y01V
€0TA

0074
661

L61

S6Y

e 06a

@ 88
L8A

6.1
8.4

9.8
SLK

694
89V

o9V

e Molecule 38: 505 RIBOSOMAL PROTEIN L20

17%

60%

19%

14%

Chain DQ:

LGY

e gsb
9y

e 1sb
0S4

8%a
i}

423
e €wb

1541

8EA

ged

€EA
® gy

624

Lgy

9Ty
4}

€TR
(44

ocy
® 670
8TY

STH
A

o ™
-
o

o
=
o

© N~ ©
B> H

o ™
Qo=

9111
STTV

ETTH
(454
TITA

60TA
80T1

90TL
S0Td
vOTY
€0TA
CTOTH
T0Ta
0074

86Y
L6I
960

761

o
)
i

S8Y
784

[4:28

08N

LLA

SLK
vLS

TLN
0Lb
694

o9y
SoN
%91

e Molecule 39: 50S RIBOSOMAL PROTEIN L21

T9I
09M

20%

22%

61%

15%

Chain BR:

S
@Q
[

ot

10 © 0O
© © © © O~ N
> <m @S m ik

0TV
TOTS

007D
661

L6
96A
g6
6L
€64
(40

064
68H
889

980
S8

C8H

=]
@Q
[

8.4

0 ©
N~
>

e Molecule 39: 505 RIBOSOMAL PROTEIN L21

TLA

€9A

34%

33%

41%
o000 o (X )
B [

22%

Chain DR:

8GA

114}

* o
-
==

L

vIA

™
—
5

[ ] (X )
0
[

-
=

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 50

007D

e Molecule 40: 50S RIBOSOMAL PROTEIN L22

©
@
S

3

L

o
o
=

o006 oo
[ )
© ©
oo

©
©
[

08y
6.4

LLa
9L

LI

TLA

0.3
69D

99H

7%

Chain BS: —

16%

51%

31%

YoV

TON
09H

88V

98y
SGI

[4:ty
191
0GA

8v)

9%1

441

(4728

0PN

8EX

9€T
GeI
vEQ
€€1
434
T€d

LTH

o4
I
€TT

0ZA

814

OTH

o
-
%
iIIl

e Molecule 40: 50S RIBOSOMAL PROTEIN L22

(U3

~
)

s
™

® €6V

68Y
884

98I
81

[4:20

9LA

eL1

0LY

[ ] 991

21%

56%

-
™
o

1

20%

8%

Chain DS:

09H
@ 6SH
88V

9SY

v

[4:c

0SA
691
8v)
LYA

0
<
>

0PN
6EL

LEL
9€T
GeI
vea
EE€T

6CA
8T

ey
0ozZA
611

LTA

0
bl
o

€18
(433

(U3

o
Sy

o
©
a

s
[ ] ™

0TTYd
601d
80TS

90TA
SOTA
70TL

COTH
1018
00TL

8631

961

¥6a
£6Y

68Y
884

98I

784

[4:4
185

1

LLa

SL4
YLI

TLL
TLA
0L%

890

e Molecule 41: 50S RIBOSOMAL PROTEIN L23

—
5% -

22%

58%

36%

14%

Chain BT:

09L

(N X )

10 ]
N 2]
(=] =

TTL

o <+ © © (=)
- = = — 5]
P4 % = (2] <

TT1

2]
&

e Molecule 41: 50S RIBOSOMAL PROTEIN .23

~
|

o
-

@ ©8k
@ €8V

@ O08H

o 6
8.S
e L.

S.D

€4
e Tlb
® T.D
0LH

® 99
® 99D
e ©o¥

o
©
=

26%

53%

56%
18%

Chain DT

®
-
o
o

[

[
®
=1

0 OO A © =)
- - AN N N
X < - B4 2]

® ¥id

[

™
-
<

e Tid

[ X ]
o
= IIII

©
]

€y
{43

®

-
©
a

@ 96A

—
[
3
Z
cal
=
o
o'
ol
-
<7
=
O
5!
O
=
o
0
=
10
&
<
=

=

g
3
=

o

e clb

o 1o
@ OLH
@ 694

S9D

28%

49%

S
©
™

18%

Chain BU:

O

R LDWIDE
PROTEIN DATA BANK

W



4V4H

wwPDB X-ray Structure Validation Summary Report

Page 51

® G99

[
® @ o
< & 0
=<

® L¥vd
i
o gwb

e ¥vH

(478
e A
e 071

8€I

9gd

€EA

[ ]
o
@
&

0TI

0072
665

v64d
£64

163

784
€89
T8A

6LY
8.LY

9LL

ELN

0Ly

[ ]
o
©
=

195
® 991
S9h

(4224

5% -«

22%

49%

32%

22%

e Molecule 42: 505 RIBOSOMAL PROTEIN L24

Chain DU:

693

€50
® I8N
191
0gv

52!

- o <
< + &
= Mo

62S

©
5]
=

e€ey

619

7%

27%

45%
54%

50S RIBOSOMAL PROTEIN L27

11%

e Molecule 43:
Chain BW:

09Y

e ©8HE
o €8y |
@ T8
of 181 ]
@ 08S
@® 6.1

50S RIBOSOMAL PROTEIN L27

9.4

e v.i

O0LA

e Molecule 43:

79D

25%

51%

38%

20%

3

Chain DW:

[ ] €90a

9%
09y
@ 654

9SGH

it

8y

8€Y
9€I
SE€I
¥eS

[44 4
1€1

j£4!

£TH

9T1d

(4%

o
=

35%

46%

e Molecule 44: 50S RIBOSOMAL PROTEIN 1.29
30%
17%

Chain BX:

-
=

693

LST

SSL

o
Ire}
~

6%a

L9

42!

Ty
TYH

e 6¢gb

o sed

e L£1

ol ogd
g€D

® ¥ES

® Sgv

0EW
624

e lzN
e 9zd
4]

®
3]
~

121
@ 0TN
611

0TS

o0 o
+ 10
= mIIIIIII

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

e Molecule 44: 505 RIBOSOMAL PROTEIN L29

[
-
©
<



Page 52 wwPDB X-ray Structure Validation Summary Report

4V4H

40%
. P —
Chain DX: 19% 62% 14% 5%

o0 o000

@ o M OON 0D
- <+ S 10 1010 10 10 10 10 10 0 ©
= > a = S R gy

e Molecule 45: 505 RIBOSOMAL PROTEIN L30

L6

R7

Vi1
E12
E13
N1i5
T16
L19
N20
L21
L22
R23
F26
N27
L37
Q38
540
H41
L42
L43
K44
Q45
V46

463 @

29%
Chain BY: 25% 53% 12% 8%
[ X X ) [ ) [ ] [ ] [ ] [ X ] [ ] [ ] [ ] [ X ] [ ] [ ] [ ]
- Nm W oo = NM O N~Ww O o <+ 0 o M 0 N~ o - 323 o o]
oM 0 = H W MEOXM<EFH4Jd4 [ L . - - < - o (=] > 0 = P ox >

e Molecule 45: 50S RIBOSOMAL PROTEIN L30
20%

. = e e
Chain DY: 22% 58% 17% ..

° ° e
0 © ~ o Il N © o © [ 0
N ™ © o o o N (2] (2] (3]
B =l =] oo (IS | - = =

e Molecule 46: 505 RIBOSOMAL PROTEIN L31

14%
Chain BZ: 23% 46% 27% .

[ X ) (X ) () (] (X )
o 10 <+ <+ 2}
ISl - - N ™ 0
[ - 2] H = 31
<+ [
© ©
= 7]

e Molecule 46: 505 RIBOSOMAL PROTEIN L31

33%
. [ — ———
Chain DZ: 20% 61% 17% .

511
A12
T22
L24
G25
R29
T34
R44
G45
M46
147
N48
V50
S51
F52
V56
E58

» O - © » O © o — o ~ o - 0 © DO —HNm
- Ao (A ] ® 3] < & + & 0 10 0 10 0 © © © QY
w = > S om A = i o oA M o®maA> S @ =~

P67 ©

o o
NI I I I:aw-:l - I I Izlg Izsw Iszwlsmmszmss
(]
e Molecule 47: 50S RIBOSOMAL PROTEIN L32

23%
Chain BO: 19% 47% 26% 5% -

G29
H30
Cc37
F43

K62
R63
N65
166
P67

WO RLDWIDE

er

PROTEIN DATA BANK



Page 53 wwPDB X-ray Structure Validation Summary Report 4V4H

(] L] (X ) [ ]
0 © N~ © K~ ©
= g a
om0 ©v a0

2} o s o © N~ D ® S W o
- - o m m mmmm & S & wn 0
© a B> AN MmAae (SR - S

(]
o=
o ~ [ e
= [ -

e Molecule 47: 50S RIBOSOMAL PROTEIN L32

25%
. F T
Chain DO: 12% 68% 14% —

[ N ] o (X ]
HN MY WO~ on o ~O®O - Mo =3 <
- N Moo~ e MR IR e e i) mme| S S S D fro}
<>Ccco=zXa MmoESmanda < HAamnE - B <A o © =1

e Molecule 48: 50S RIBOSOMAL PROTEIN L33

K52 @

L)
& 10
® ™
© W

si0 @
T22 ©
25 @

° o
M HIWOONDODO N
o a NN ANmmm
<> bHnAan>AaxB

22%
Chain B1: 16% 7% 33% _—
000000 ) [ ) [ X ] [ X ]

m H P> nna o [ =] = Mo M oA | BN [~ = > [ ~

e Molecule 48: 50S RIBOSOMAL PROTEIN L33

53%
Chain D1: 22% 40% 36% .
00000 [ ) (N J [ ] [ ] [ X ] [ ] [ N J (N ] [ ] [ X ] [ ] [ X ) [ ] [ ] 0000
- l I °I“"’I"’"’I‘”I°-"’l‘”l"l""’."°l°““'l"’l“’l".
=] ~ B 0 n [ ) == el = 13 = = m [<H [~ = o > -5

e Molecule 49: 50S RIBOSOMAL PROTEIN L34

24%
. ]
Chain B2: 24% 52% 24%

L ) [ ]

oM 0 DO $ WO ON 0O 0 ©
&l\mmv-i'-i - o N mm [} Mmmmm < +
cChwn>axe=m = | S SRS I 2>

e Molecule 49: 50S RIBOSOMAL PROTEIN L34

13%
Chain D2: 28% 39% 26% 7%

[ ] @ (] [ ]

© =3 © oo W0 o o
s o =1 5] ] ® 0 MM 0 Mo <+
3 B m < = Al el e e}

e Molecule 50: 505 RIBOSOMAL PROTEIN L35

35%
Chain B3: 22% 54% 23% .

° e o [ X )
) o 10 ©
= o 3] 1Y
K £ i =

R35

10
<
©n

L10
K11
R12
N13
R14
R21
T43

[ ]
-
o ™ o=
lng I‘Ih‘

Fi13 ©
K14
L32
T33
K34
K35
A36
K38
R39

H42 ©
143
(R4 @
P45 ®
K46
A47
M48 @
S50
K51
D53
G55
L56
[fvs7 @
58 ©®
AB9

e Molecule 50: 505 RIBOSOMAL PROTEIN L35

WO RLDWIDE

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 54

35%

28%

45%

25%

Chain D3:

o
©
a

891
LSA

L) €80

0GS

®

©
&
=

[} it
S¥vd
[} 4!
€91

Y
[0l
64

LEL

LTN

SCTH

E€CTH

124

811

A

[ ] [4x
T
0Ty

2!

(4}

e Molecule 51: 505 RIBOSOMAL PROTEIN L36

5%

26%

55%

55%

13%

Chain B4:

e Molecule 51: 505 RIBOSOMAL PROTEIN L36

45%

18%

37%

34%

11%

Chain D4:

LN
~
]
oo

L
[
m m
o

62y

® StA

(44

e 911
STH
%10

) LA

Sy
4

e Molecule 52: 505 RIBOSOMAL PROTEIN L11

62%

60%

32%

Chain BI:

<
N
[

® did

o [}
© ©
< 7]

0000000000 OCO
©
<5

11429

[ N X )
©
=
-
=

[

o
-
-
=

OTTh
® 60TV
® 80TI

90Th
S0TT

CTOoTd

@ 00TI

[

~
o
=

[
<+
o
2

c6d

069
68S

® 185

e SsI

£8Y

8%
0831

8.1
LLA

[

©
~
<

SLY
v.ld

TLL

894

994

Tv1a

6ETA
8ETA
LETT
9E€TH
SETH

e Molecule 52: 505 RIBOSOMAL PROTEIN L11

€ETY

NMFOON 0D O
NNANANAN®®
P R T R e R R e B e
[ R N e ]

—
6% -

58%

~
™
9

67%

36%

Chain DI:

09A
69L
891
LSA

0
e}
%

€9d
29T

6%d

CTEA

62h

®

~

o

=}
®

000000OCGOCS
©
=

OTTH
STTa

® 9011
e %0Th

[4xs

o e
=
S
i
pisi

¢6d
[oTex

069

68S
[esn

L8S

0000000000000
o
~
|

LN
<
e
B

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 55 wwPDB X-ray Structure Validation Summary Report 4V4H

LK J [ ] o0 000000
] 10 © 0 DO oSO~ 0o
] AAAAA®®mOmomnonond
- o e o e e e e e e e
= (SIS 2SR TR =47 S SR C O [ =y & o)

WO RLDWIDE

er

PROTEIN DATA BANK



Page 56

wwPDB X-ray Structure Validation Summary Report
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4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 208.85A 379.20A 739.28A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 70.00 - 3.46 Depositor
Resolution (4) 11247 — 3.53 EDS
% Data completeness 91.6 (70.00-3.46) Depositor
(in resolution range) 93.1 (112.47-3.53) EDS
Rinerge 0.14 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.56 (at 3.58A) Xtriage
Refinement program CNS Depositor
R R 0.279 0.331 Depositor
» hfree 0.287 , (Not available) DCC
Rree test set No test flags present. wwPDB-VP
Wilson B-factor (A?) 83.5 Xtriage
Anisotropy 0.179 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.24 , 66.9 EDS
L-test for twinning” <|L| > =046, < L*>=10.29 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.85 EDS
Total number of atoms 284160 wwPDB-VP
Average B, all atoms (A?) 69.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.37% 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, 0.333 respectively for untwinned datasets,
and 0.375, 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: KSG,

MG

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\ (g7 #éy >5 RMSZ #éy >5
1 | AA | 023 0,/36762 0.71 | 5/57350 (0.0%)
1 CA | 023 0/36762 0.72 | 7/57350 (0.0%)
2 AC 0.23 0/1651 0.44 0/2225
2 CC 0.23 0/1651 0.47 0/2225
3 AD 0.23 0/1665 0.46 0/2227
3 CD 0.23 0/1665 0.45 0/2227
4 AE 0.23 0/1118 0.44 0/1504
4 CE 0.24 0/1118 0.45 0/1504
3 AF 0.24 0/835 0.46 0/1128
d CF 0.24 0/835 0.47 0/1128
6 AG 0.23 0/1187 0.44 0/1591
6 CG 0.23 0/1211 0.45 0/1624
7 AH 0.23 0/989 0.44 0/1326
7 CH 0.24 0/989 0.45 0/1326
8 Al 0.24 0/1034 0.45 0/1375
8 CI 0.24 0/1034 0.45 0/1375
9 AJ 0.23 0/796 0.49 0/1077
9 CJ 0.22 0/796 0.49 0/1077
10 AK 0.24 0/893 0.46 0/1205
10 CK 0.24 0/893 0.46 0/1205
11 | AL | 022 0,969 0.46 0,/1300
11 CL 0.22 0/969 0.47 0/1300
12 AM 0.21 0/892 0.47 0/1193
12 CM 0.21 0/884 0.46 0/1181
13 AN 0.24 0/785 0.45 0/1043
13 CN 0.24 0/785 0.44 0/1043
14 AO 0.23 0/724 0.45 0/966
14 | CO | 023 0,724 0.44 0,/966
15 AP 0.26 0/659 0.44 0/884
15 CP 0.25 0/648 0.45 0/870
16 AQ 0.23 0/657 0.46 0/881
16 CQ 0.24 0/666 0.47 0/892
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. Bond lengths Bond angles
Mol | Chain | o7 #1Z| >5 RMSZ #1Z| >5
17 AR 0.23 0/462 0.45 0/621
17 CR 0.23 0/462 0.45 0/621
18 AS 0.25 0/652 0.47 0/877
18 CS 0.25 0/660 0.46 0/888
19 AT 0.23 0/671 0.41 0/888
19 CT 0.23 0/671 0.42 0/888
20 AB 0.25 0/1735 0.46 0/2338
20 CB 0.25 0/1735 0.46 0/2338
21 AU 0.26 0/430 0.49 0/570
21 CU 0.26 0/430 0.48 0/570
22 BA 0.23 0/2803 0.69 0/4371
22 DA 0.25 0/2803 0.71 0/4371
23 BB 0.26 5/68314 (0.0%) 0.73 | 22/106569 (0.0%)
23 DB 0.26 5/68314 (0.0%) 0.73 | 18/106569 (0.0%)
24 BV 0.25 0/766 0.44 0/1025
24 DV 0.25 0/766 0.44 0/1025
25 BC 0.24 0/2092 0.56 0/2813
25 DC 0.23 0/2092 0.56 0/2813
26 BD 0.26 0/1586 0.54 0/2134
26 DD 0.26 0/1586 0.54 0/2134
27 BE 0.25 0/1571 0.54 0/2113
27 DE 0.25 0/1571 0.53 0/2113
28 BF 0.27 0/1444 0.62 0/1937
28 DF 0.26 0/1444 0.59 0/1937
29 BG 0.23 0/1343 0.52 0/1816
29 DG 0.23 0/1343 0.52 0/1816
30 BH 0.25 0/1122 0.51 0/1515
30 DH 0.25 0/1122 0.53 0/1515
31 BJ 0.24 0/1135 0.49 0/1529
31 DJ 0.23 0/1135 0.56 0/1529
32 BK 0.24 0/939 0.63 0/1258
32 DK 0.23 0/939 0.61 0/1258
33 BL 0.27 0/1062 0.72 0/1413
33 DL 0.28 0/1062 0.76 2/1413 (0.1%)
34 BM 0.27 0/1093 0.60 0/1460
34 DM 0.26 0/1093 0.58 0/1460
35 BN 0.24 0/1021 0.52 0/1364
35 DN 0.24 0/1021 0.47 0/1364
36 BO 0.24 0/910 0.50 0/1219
36 DO 0.23 0/910 0.46 0/1219
37 BP 0.26 0/929 0.84 3/1242 (0.2%)
37 DP 0.27 0/929 0.86 3/1242 (0.2%)
38 BQ 0.25 0/960 0.47 0/1278
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. Bond lengths Bond angles

Mol | Chain | o7 #1Z| >5 RMSZ #1Z| >5
38 DQ 0.26 0/960 0.50 0/1278
39 BR 0.30 0/829 0.60 0/1107
39 DR 0.26 0/829 0.55 0/1107
40 BS 0.22 0/864 0.50 0/1156
40 DS 0.22 0/864 0.51 0/1156
41 BT 0.24 0/784 0.50 0/1048
41 DT 0.25 0/784 0.54 0/1048
42 BU 0.26 0/787 0.54 0/1051
42 DU 0.25 0/787 0.61 1/1051 (0.1%)
43 BW 0.27 0/642 0.59 0/848
43 DW 0.27 0/642 0.53 0/848
44 BX 0.24 0/510 0.55 0/677
44 DX 0.23 0/510 0.50 0/677
45 BY 0.25 0/453 0.51 0/605
45 DY 0.24 0/453 0.54 0/605
46 BZ 0.28 0/559 0.67 0/745
46 DZ 0.28 0/559 0.61 0/745
47 BO 0.24 0/450 0.52 0/599
47 DO 0.25 0/450 0.58 0/599
48 B1 0.27 0/448 0.51 0/594
48 D1 0.27 0/448 0.50 0/594
49 B2 0.26 0/380 0.48 0/498
49 D2 0.26 0/380 0.47 0/498
50 B3 0.25 0/513 0.54 0/676
50 D3 0.25 0/513 0.51 0/676
51 B4 0.24 0/303 0.54 0/397
51 D4 0.24 0/303 0.53 0/397
52 BI 0.24 0/1046 0.50 0/1410
52 DI 0.26 0/1046 0.53 0/1410
All All 0.25 | 10/306470 (0.0%) | 0.68 | 61/458101 (0.0%)

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.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 AA 0 14
1 CA 0 16
23 BB 0 41
23 DB 1 41
47 DO 0 1
All All 1 113
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The worst 5 of 10 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
23 BB 1086 A C5-C6 | -17.07 1.25 1.41
23 DB 1086 A C5-C6 | -17.02 1.25 1.41
23 DB 1088 A C6-N1 | -10.55 1.28 1.35
23 BB 1088 A C6-N1 | -10.45 1.28 1.35
23 BB 1060 U C2-N3 | 7.88 1.43 1.37

The worst 5 of 61 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
23 DB 2791 G 05-P-OP2 | -26.15 79.33 110.70
23 BB 2791 G 05-P-OP1 | -26.11 79.37 110.70
23 DB 2791 G 05-P-OP1 | 19.42 134.01 110.70
23 BB 2791 G 05-P-OP2 | 19.11 133.63 110.70
23 DB 2790 U OP2-P-03" | 15.02 138.25 105.20

All (1) chirality outliers are listed below:

Mol | Chain
23 DB

Atom
C3¥

Res | Type
2076 U

5 of 113 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 AA 187 G Sidechain
1 AA 281 G Sidechain
1 AA 324 G Sidechain
1 AA 437 U Sidechain
1 AA 438 U Sidechain

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 AA 32831 0 16521 1330 0
1 CA 32831 0 16521 1382 0
2 AC 1624 0 1699 184 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 CcC 1624 0 1699 162 0
3 AD 1643 0 1710 173 0
3 CD 1643 0 1710 175 0
4 AE 1105 0 1148 108 0
4 CE 1105 0 1148 143 0
d AF 817 0 808 73 0
d CF 817 0 808 102 0
6 AG 1174 0 1230 104 0
6 CG 1196 0 1246 101 0
7 AH 979 0 1034 85 0
7 CH 979 0 1034 80 0
8 Al 1022 0 1070 156 0
8 CI 1022 0 1070 125 0
9 Al 786 0 828 95 0
9 CJ 786 0 828 111 0
10 AK 877 0 887 104 0
10 CK 877 0 887 106 0
11 AL 955 0 1019 105 0
11 CL 955 0 1019 91 0
12 AM 883 0 944 88 0
12 CM 876 0 937 113 0
13 AN 774 0 827 104 0
13 CN 774 0 827 121 0
14 AO 716 0 742 53 0
14 CO 716 0 742 95 0
15 AP 649 0 666 78 0
15 CP 638 0 656 79 0
16 AQ 648 0 691 101 0
16 CQ 657 0 702 90 0
17 AR 455 0 478 42 0
17 CR 455 0 478 45 0
18 AS 637 0 665 87 0
18 CS 644 0 675 96 0
19 AT 665 0 714 29 0
19 CT 665 0 714 o8 0
20 AB 1704 0 1732 195 0
20 CB 1704 0 1732 167 0
21 AU 425 0 449 68 0
21 CU 425 0 449 65 0
22 BA 2507 0 1270 84 0
22 DA 2507 0 1270 117 0
23 BB 60995 0 30678 2753 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
23 DB 60995 0 30677 2695 0
24 BV 753 0 780 100 0
24 DV 753 0 780 69 0
25 BC 2053 0 2122 451 0
25 DC 2053 0 2122 389 0
26 BD 1565 0 1616 379 0
26 DD 1565 0 1616 309 0
27 BE 1552 0 1619 279 0
27 DE 1552 0 1619 256 0
28 BF 1420 0 1460 170 0
28 DF 1420 0 1460 157 0
29 BG 1323 0 1374 166 0
29 DG 1323 0 1374 158 0
30 BH 1111 0 1148 173 0
30 DH 1111 0 1148 166 0
31 BJ 1112 0 1147 220 0
31 DJ 1112 0 1147 207 0
32 BK 930 0 1000 123 0
32 DK 930 0 1000 124 0
33 BL 1053 0 1129 277 0
33 DL 1053 0 1129 250 0
34 BM 1074 0 1157 238 0
34 DM 1074 0 1157 169 0
35 BN 1008 0 1045 186 0
35 DN 1008 0 1045 158 0
36 BO 900 0 935 128 0
36 DO 900 0 935 137 0
37 BP 917 0 965 198 0
37 DP 917 0 965 196 0
38 BQ 947 0 1022 199 0
38 DQ 947 0 1022 175 0
39 BR 816 0 839 170 0
39 DR 816 0 839 166 0
40 BS 857 0 922 124 0
40 DS 857 0 922 116 0
41 BT 7T 0 840 148 0
41 DT 7T 0 840 133 0
42 BU 779 0 834 163 0
42 DU 779 0 834 121 0
43 BW 634 0 656 161 0
43 DW 634 0 656 169 0
44 BX 509 0 543 7 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
44 DX 209 0 043 83 0
45 BY 449 0 491 60 0
45 DY 449 0 491 81 0
46 BZ 549 0 0952 111 0
46 DZ 549 0 952 102 0
47 BO 444 0 461 74 0
47 DO 444 0 461 91 0
48 B1 441 0 485 80 0
48 D1 441 0 485 7 0
49 B2 377 0 418 59 0
49 D2 377 0 418 67 0
20 B3 504 0 074 115 0
20 D3 004 0 074 107 0
51 B4 302 0 343 63 0
o1 D4 302 0 343 75 0
52 BI 1032 0 1088 121 0
52 DI 1032 0 1088 183 0
o3 AA 26 0 23 3 0
23 CA 26 0 23 1 0
54 AA 60 0 0 0 0
54 BB 110 0 0 0 0
o4 CA 62 0 0 0 0
24 DB 109 0 0 0 0
24 DE 1 0 0 0 0
o4 DN 1 0 0 0 0
25 AA 289 0 0 1 0
35 AE 3 0 0 0 0
25 AK 2 0 0 0 0
25 AN 3 0 0 0 0
95 AP 2 0 0 0 0
25 AT 1 0 0 0 0
5 BB 497 0 0 11 0
b} BC 1 0 0 0 0
35 BE 3 0 0 0 0
25 BH 1 0 0 0 0
95 BL 2 0 0 0 0
95 BN 1 0 0 0 0
25 CA 293 0 0 1 0
Hh) CE 3 0 0 0 0
95 CK 1 0 0 0 0
95 CL 4 0 0 0 0
25 CN 3 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
25 CP 1 0 0 0 0
25 CT 3 0 0 0 0
95 D2 2 0 0 0 0
25 DB 501 0 0 10 0
25 DC 1 0 0 0 0
35 DD 1 0 0 0 0
35 DE 3 0 0 0 0
25 DL 1 0 0 0 0
95 DN 2 0 0 0 0
95 DT 1 0 0 0 0
All All 284160 0 190815 19652 0

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 42.

The worst 5 of 19652 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)
23:DB:1099:G:05’ 52:DI:4:VAL:N 1.71 1.23
32:DK:78:ARG:HG2 | 37:DP:72:VAL:HG21 1.24 1.15
23:DB:1098:A:H3’ 52:DI:3:LYS:CA 1.76 1.15
23:DB:587:C:H3’ 33:DL:29:LYS:HD?2 1.20 1.14
48:D1:29:LYS:HB2 48:D1:30:PRO:HD3 1.30 1.14

There are no symmetry-related clashes.

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
analysed, and the total number of residues.

Percentiles

Mol | Chain Analysed Favoured | Allowed Outliers
2 AC 204/233 (88%) 144 (71%) | 44 (22%) 16 (8%)
2 CcC 204/233 (88%) 138 (68%) | 46 (22%) 20 (10%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
3 AD 203/206 (98%) | 133 (66%) | 49 (24%) | 21 (10%) |
3 CD 203/206 (98%) | 137 (68%) | 49 (24%) 17 (8%)

4 AE 148/167 (89%) | 110 (74%) | 30 (20%) 8 (5%)

4 CE 148/167 (89%) | 109 (74%) | 30 (20%) 9 (6%)

5 AF 98,135 (73%) 68 (69%) | 25 (26%) 5 (5%)

5 CF 98/135 (73%) 72 (74%) | 18 (18%) 8 (8%)

6 AG 148/179 (83%) | 105 (71%) | 35 (24%) 8 (5%) 16
6 CG 150/179 (84%) | 101 (67%) | 37 (25%) 12 (8%) 9

7 AH 127/130 (98%) | 108 (85%) | 14 (11%) 5 (4%) 24
7 CH 127/130 (98%) 91 (72%) | 29 (23%) 7 (6%) 16
8 | Al 125/130 (96%) | 84 (67%) | 30 (24%) | 11 (9%) 1]]7]
8 CI 125/130 (96%) 82 (66%) | 30 (24%) | 13 (10%) EIE
9 AJ 96,103 (93%) 65 (68%) | 20 (21%) | 11 (12%) ml
9 CJ 96/103 (93%) 59 (62%) | 18 (19%) | 19 (20%) ml
10 | AK 115/129 (89%) 75 (65%) | 32 (28%) 8 (7%) |
10 | CK 115/129 (89%) 76 (66%) | 30 (26%) 9 (8%) |E
11 | AL 121/124 (98%) | 73 (60%) | 35 (20%) | 13 (11%) o] |5
11 | oL 121/124 (98%) | 76 (63%) | 28 (23%) | 17 (14%) 0] |3]
12 | AM 112/118 (95%) 89 (80%) | 13 (12%) 10 (9%) |
12 | OM | 111118 (94%) | 82 (14%) | 17(15%) | 12(11%) | [o][5]
13 | AN 92,101 (91%) 64 (10%) | 19 (21%) | 9 (10%) 0] |6
13 | CN 92/101 (91%) 50 (54%) | 26 (28%) | 16 (17%) ml
14 AO 86,/89 (97%) 66 (77%) | 19 (22%) 1 (1%) 48
14 | CO 86/89 (97%) 69 (80%) | 15 (17%) 2 (2%) 6] 34
15 | AP 80/82 (98%) 60 (75%) | 14 (18%) 6 (8%) |
15 CP 78/82 (95%) 55 (70%) | 14 (18%) 9 (12%) ml
16 | AQ 78/84 (93%) 49 (63%) | 25 (32%) 4 (5%)

16 | CQ 79/84 (94%) 58 (73%) | 15 (19%) | 6 (8%) 1]]o
17 | AR 53/75 (71%) 31 (58%) | 16 (30%) 6 (11%) ml
17 | CR 53/75 (71%) 36 (68%) | 13 (24%) 4 (8%) |
18 AS 77/92 (84%) 54 (70%) | 12 (16%) | 11 (14%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
18 CS 78/92 (85%) 50 (64%) 17 (22%) 11 (14%) |
19 AT 83/87 (95%) 68 (82%) 12 (14%) 3 (4%)
19 CT 83/87 (95%) 62 (75%) 16 (19%) 5 (6%)
20 AB 216/241 (90%) 148 (68%) 52 (24%) 16 (7%)
20 CB 216/241 (90%) 149 (69%) 41 (19%) 26 (12%)
21 AU 49/71 (69%) 23 (47%) 12 (24%) 14 (29%)
21 CuU 49/71 (69%) 26 (53%) 18 (37%) 5 (10%)
24 BV 92/94 (98%) 61 (66%) 24 (26%) 7 (8%)
24 DV 92/94 (98%) 64 (70%) 23 (25%) 5 (5%)
25 BC 265/273 (97%) 94 (36%) 95 (36%) 76 (29%)
25 DC 265/273 (97%) 97 (37%) 101 (38%) 67 (25%)
26 BD 207/209 (99%) 87 (42%) 68 (33%) 52 (25%)
26 DD 207/209 (99%) 91 (44%) 72 (35%) 44 (21%)
27 BE 199/201 (99%) 101 (51%) 57 (29%) 41 (21%)
27 DE 199/201 (99%) 90 (45%) 63 (32%) 46 (23%)
28 BF 176/179 (98%) 99 (56%) 42 (24%) 35 (20%)
28 DF 176/179 (98%) 98 (56%) 49 (28%) 29 (16%)
29 BG 174/177 (98%) 112 (64%) 41 (24%) 21 (12%)
29 DG 174/177 (98%) 108 (62%) 51 (29%) 15 (9%)
30 BH 147/149 (99%) 83 (56%) 49 (33%) 15 (10%)
30 DH 147/149 (99%) 83 (56%) 46 (31%) 18 (12%)
31 BJ 138/142 (97%) 68 (49%) 43 (31%) 27 (20%)
31 DJ 138/142 (97%) 72 (52%) 36 (26%) 30 (22%)
32 BK 119/123 (97%) 73 (61%) 27 (23%) 19 (16%)
32 DK 119/123 (97%) 70 (59%) 30 (25%) 19 (16%)
33 BL 142/144 (99%) 56 (39%) 47 (33%) 39 (28%)
33 DL 142/144 (99%) 68 (48%) 35 (25%) 39 (28%)
34 BM 134/136 (98%) 64 (48%) 37 (28%) 33 (25%)
34 DM 134/136 (98%) 71 (53%) 43 (32%) 20 (15%)
35 BN 125/127 (98%) 68 (54%) 41 (33%) 16 (13%)
35 DN 125/127 (98%) 86 (69%) 29 (23%) 10 (8%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
36 | BO | 115/117 (98%) | 61 (53%) | 34 (30%) | 20 (17%) |
36 DO 115/117 (98%) 62 (54%) 33 (29%) 20 (17%)
37 BP 112/115 (97%) 37 (33%) 38 (34%) 37 (33%)
37 DP 112/115 (97%) 42 (38%) 37 (33%) 33 (30%)
38 BQ 115/118 (98%) 79 (69%) 23 (20%) 13 (11%)
38 DQ 115/118 (98%) 78 (68%) 21 (18%) 16 (14%)
39 BR 101/103 (98%) 39 (39%) 38 (38%) 24 (24%)
39 DR 101/103 (98%) 42 (42%) 30 (30%) 29 (29%)
40 BS 108/110 (98%) 58 (54%) 34 (32%) 16 (15%)
40 DS 108/110 (98%) 62 (57%) 26 (24%) 20 (18%)
41 BT 97/100 (97%) 38 (39%) 42 (43%) 17 (18%)
41 DT 97/100 (97%) 44 (45%) 28 (29%) 25 (26%)
42 BU 100/104 (96%) 36 (36%) 43 (43%) 21 (21%)
42 DU 100/104 (96%) 47 (47%) 34 (34%) 19 (19%)
43 BW 82/85 (96%) 35 (43%) 22 (27%) 25 (30%)
43 DW 82/85 (96%) 28 (34%) 31 (38%) 23 (28%)
44 BX 61/63 (97%) 20 (33%) 30 (49%) 11 (18%)
44 DX 61/63 (97%) 37 (61%) 15 (25%) 9 (15%)
45 BY 56/59 (95%) 29 (52%) 17 (30%) 10 (18%)
45 DY 56/59 (95%) 38 (68%) 15 (27%) 3 (5%)
46 BZ 68/70 (97%) 32 (47%) 23 (34%) 13 (19%)
46 DZ 68/70 (97%) 36 (53%) 22 (32%) 10 (15%)
47 BO 54/57 (95%) 27 (50%) 17 (32%) 10 (18%)
47 DO 54/57 (95%) 25 (46%) 20 (37%) 9 (17%)
48 B1 52/55 (94%) 22 (42%) 20 (38%) 10 (19%)
48 D1 52/55 (94%) 21 (40%) 18 (35%) 13 (25%)
49 B2 44/46 (96%) 22 (50%) 15 (34%) 7 (16%)
49 D2 44/46 (96%) 22 (50%) 10 (23%) 12 (27%)
50 B3 62/65 (95%) 26 (42%) 28 (45%) 8 (13%)
50 D3 62/65 (95%) 30 (48%) 21 (34%) 11 (18%)
51 B4 36/38 (95%) 17 (47%) 9 (25%) 10 (28%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
51 D4 36/38 (95%) 13 (36%) 10 (28%) 13 (36%) |
52 BI 139/142 (98%) 122 (88%) 12 (9%) 5 (4%)
52 DI 139/142 (98%) 119 (86%) 15 (11%) 5 (4%)
All All 11263/11954 (94%) | 6605 (59%) | 2995 (27%) | 1663 (15%)

5 of 1663 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 AC 2 GLN
2 AC 81 GLU
2 AC 91 ALA
3 AD 18 LEU
3 AD 25 ARG

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
2 AC 170/190 (90%) 149 (88%)
2 CC 170/190 (90%) 150 (88%)
3 AD 172/173 (99%) 145 (84%)
3 CD 172/173 (99%) 143 (83%)
4 AE 113/126 (90%) 96 (85%)
4 CE 113/126 (90%) 94 (83%)
5 AF 87/116 (75%) 68 (78%)
5 CF 87/116 (75%) 76 (87%)
6 AG 123/147 (84%) 106 (86%)
6 CG 125/147 (85%) 111 (89%)
7 AH 104/105 (99%) 92 (88%)
7 CH 104/105 (99%) 93 (89%)
8 Al 105/107 (98%) 90 (86%)



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains

Page 69

wwPDB X-ray Structure Validation Summary Report

4V4H

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
8 CI 105/107 (98%) 91 (87%) 14 (13%)
9 AJ 86,/90 (96%) 70 (81%) 16 (19%)
9 CJ 86,/90 (96%) 78 (91%) 8 (9%)
10 AK 90/99 (91%) 72 (80%) 18 (20%)
10 CK 90/99 (91%) 79 (88%) 11 (12%)
11 AL 103/104 (99%) 90 (87%) 13 (13%)
11 CL 103/104 (99%) 86 (84%) 17 (16%)
12 AM 92/96 (96%) 76 (83%) 16 (17%)
12 CM 91/96 (95%) 80 (88%) 11 (12%)
13 AN 79/84 (94%) 70 (89%) 9 (11%)
13 CN 79/84 (94%) 73 (92%) 6 (8%)
14 AO 76/77 (99%) 69 (91%) 7 (9%)
14 CO 76/77 (99%) 67 (88%) 9 (12%)
15 AP 65/65 (100%) 54 (83%) 11 (17%)
15 CP 65/65 (100%) 57 (88%) 8 (12%)
16 AQ 74/78 (95%) 64 (86%) 10 (14%)
16 CQ 75/78 (96%) 68 (91%) 7 (9%)
17 AR 48 /65 (74%) 44 (92%) 4 (8%)
17 CR 48 /65 (74%) 42 (88%) 6 (12%)
18 AS 70/79 (89%) 59 (84%) 11 (16%)
18 CS 71/79 (90%) 58 (82%) 13 (18%)
19 AT 65/66 (98%) 55 (85%) 10 (15%)
19 CT 65/66 (98%) 55 (85%) 10 (15%)
20 AB 180/199 (90%) 148 (82%) 32 (18%)
20 CB 180/199 (90%) 153 (85%) 27 (15%)
21 AU 44/61 (72%) 37 (84%) 7 (16%)
21 CU 44/61 (72%) 31 (70%) 13 (30%)
24 BV 78/78 (100%) 64 (82%) 14 (18%)
24 DV 78/78 (100%) 72 (92%) 6 (8%)
25 BC 213/218 (98%) 162 (76%) 51 (24%)
25 DC 213/218 (98%) 164 (77%) 49 (23%)

TTTTTTTTTT
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Mol | Chain Analysed Rotameric | Outliers | Percentiles |
26 BD 164/164 (100%) | 130 (79%)
26 DD 164/164 (100%) | 126 (77%)
27 BE 165/165 (100%) | 127 (77%)
27 DE 165/165 (100%) | 137 (83%)
28 BF 149/150 (99%) 127 (85%)
28 DF 149/150 (99%) 127 (85%)
29 BG 137/138 (99%) 115 (84%)
29 DG 137/138 (99%) 114 (83%)
30 BH 114/114 (100%) 95 (83%)
30 DH 114/114 (100%) 92 (81%)
31 BJ 114/116 (98%) 93 (82%)
31 DJ 114/116 (98%) 92 (81%)
32 BK 102/104 (98%) 81 (79%)
32 DK 102/104 (98%) 89 (87%)
33 BL 103/103 (100%) 76 (74%)
33 DL 103/103 (100%) 78 (76%)
34 BM 109/109 (100%) 81 (74%)
34 DM 109/109 (100%) 75 (69%)
35 BN 103/103 (100%) 84 (82%)
35 DN 103/103 (100%) 87 (84%)
36 BO 87/87 (100%) 68 (78%)
36 DO 87/87 (100%) 73 (84%)
37 BP 99/100 (99%) 78 (79%)
37 DP 99/100 (99%) 72 (73%)
38 BQ 89/90 (99%) 72 (81%)
38 DQ 89/90 (99%) 70 (79%)
39 BR 84 /84 (100%) 72 (86%)
39 DR 84 /84 (100%) 67 (80%)
40 BS 93/93 (100%) 83 (89%)
40 DS 93/93 (100%) 80 (86%)
41 BT 83/84 (99%) 65 (78%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
41 DT 83/84 (99%) 70 (84%) 13 (16%)

42 BU 83/85 (98%) 66 (80%) 17 (20%)

42 DU 83/85 (98%) 65 (78%) 18 (22%)

43 BW 62/63 (98%) 50 (81%) 12 (19%)

43 DW 62/63 (98%) 51 (82%) 11 (18%)

44 BX 55/55 (100%) 38 (69%) 17 (31%)

44 DX 55/55 (100%) 45 (82%) 10 (18%)

45 BY 48 /49 (98%) 37 (77%) 11 (23%)

45 DY 48/49 (98%) 36 (75%) 12 (25%)

46 BZ 62/62 (100%) 46 (74%) 16 (26%)

46 DZ 62/62 (100%) 54 (87%) 8 (13%)

47 BO 47/48 (98%) 36 (77%) 11 (23%)

47 DO 47/48 (98%) 38 (81%) 9 (19%)

48 B1 48/49 (98%) 35 (73%) 13 (27%)

48 D1 48/49 (98%) 38 (79%) 10 (21%)

49 B2 38/38 (100%) 29 (76%) 9 (24%)

49 D2 38/38 (100%) 29 (76%) 9 (24%)

50 B3 51/52 (98%) 41 (80%) 10 (20%)

50 D3 51/52 (98%) 39 (76%) 12 (24%)

51 B4 34/34 (100%) 25 (74%) 9 (26%)

51 D4 34/34 (100%) 19 (56%) 15 (44%)

52 BI 109/110 (99%) 107 (98%) 2 (2%)

52 DI 109/110 (99%) 105 (96%) 4 (4%) 34 64
Al | Al | 9341/9744 (96%) | 7726 (83%) | 1615 (17%) |

5 of 1615 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
43 BW 69 GLU
5t CF 39 LEU
41 DT 64 LYS
45 BY 7 THR
50 B3 44 ARG
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Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 329 such

sidechains are listed below:

Mol | Chain | Res | Type
43 BW 56 HIS
4 CE 131 ASN
40 DS 15 GLN
45 BY 19 HIS
2 CcC 2 GLN
5.3.3 RNA (O
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA | 1529/1542 (99%) 255 (16%) 24 (1%)
1 CA | 1529/1542 (99%) 232 (15%) 24 (1%)
22 BA 116/120 (96%) 23 (19%) 0
22 DA 116/120 (96%) 22 (18%) 0
23 | BB | 2837/2904 (97%) 124 (14%) 13 (0%)
23 DB | 2837/2904 (97%) 438 (15%) 18 (0%)
All All 8964,/9132 (98%) 1394 (15%) 79 (0%)

5 of 1394 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 AA 7 A
1 AA 9 G
1 AA 14 U
1 AA 32 A
1 AA 39 G

5 of 79 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
23 BB 2425 A
1 CA 428 G
23 DB 2198 A
23 BB 2756 U
1 CA 279 A

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

There are no non-standard protein/DNA/RNA residues in this entry.
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5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 345 ligands modelled in this entry, 343 are monoatomic - leaving 2 for Mogul analysis.

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).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2
53 KSG AA 1601 - 24,2727 | 2.02 5 (20%) | 29,40,40 | 1.07 3 (10%)
53 | KSG | CA | 1601 | - |24,27,27| 1.97 | 4 (16%) | 29,4040 | 0.97 | 1 (3%)

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
53 | KSG | AA [1601] - - 2/8/52/52 | 0/2/2/2
53 | KSG | cA [1601] - - 2/8/52/52 | 0/2/2/2

The worst 5 of 9 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
53 AA ] 1601 | KSG | C14-C13 | -6.75 1.49 1.53
53 CA | 1601 | KSG | C14-C13 | -5.75 1.49 1.53
53 AA 1601 | KSG | C1-C12 | 2.65 1.57 1.52
53 CA 1601 | KSG | C1-C12 | 2.60 1.57 1.52
53 CA | 1601 | KSG | O7-Cl | 2.58 1.48 1.41

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)

53 AA 1601 | KSG | C1-01-C2 | -2.22 112.46 117.96

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
23 AA 1601 | KSG | C4-C3-C2 | 2.19 114.68 109.68
53 AA 1601 | KSG | C5-C4-C3 | 2.09 114.47 110.82
53 CA 1601 | KSG | C6-C7-C2 | 2.01 114.26 109.68

There are no chirality outliers.

All (4) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
53 CA 1601 | KSG | C12-C1-0O1-C2
53 AA 1601 | KSG | C12-C1-01-C2
53 CA 1601 | KSG | O7-C1-O1-C2
53 AA 1601 | KSG | O7-C1-01-C2

There are no ring outliers.

2 monomers are involved in 4 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
53 AA 1601 | KSG 3 0
53 CA 1601 | KSG 1 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.



Page 75 wwPDB X-ray Structure Validation Summary Report 4V4H

Ligand KSG AA 1601

Bond lengths Bond angles

b
] |
\' Jé\? i J
Vo “I._-u-‘
. o
i o \/\V i,
i i -
| i ]
™ . |
"] N-._, w\#“,‘
i
°

I.
A
Q

Torsions

Bond lengths Bond angles
f
I. f
I
o
i
A
o
Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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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 AA 1530/1542 (99%) 0.23 23 (1%) 73 71 15, 73, 149, 180 0
1 | CA | 1530/1542 (99%) 0.01 14 (0%) |84 |81 | 7,52, 134, 180 0
2 | Ac 206/233 (88%) 0.84 26 (12%) [3)15) | 7, 68, 138, 180 0
2 | CC 206/233 (88%) 0.51 11 (3%) 26 26 | 6,74, 126, 169 0
3 AD 205/206 (99%) 1.05 27,79, 147, 180 0
3 CD 205/206 (99%) 0.28 5, 55, 113, 165 0
4 | AE 150/167 (89%) 0.61 15, 62, 120, 162 0
4 CE 150/167 (89%) 0.57 6, 55, 112, 180 0
5 AF 100/135 (74%) 0.58 18, 72, 133, 166 0
5 CF 100,135 (74%) 0.86 12, 71, 132, 165 0
6 | AG 150/179 (83%) 0.81 92,89, 143,180 | 0
6 CG 152/179 (84%) 0.82 19, 86, 147, 180 0
7 | AH 129/130 (99%) 1.20 14, 70, 141, 176 | 0
7 | CH 129/130 (99%) 0.68 5, 54, 114, 160 0
8 Al 127/130 (97%) 1.11 18, 90, 146, 180 0
8 CI 127/130 (97%) 1.16 23, 92, 156, 180 0
9 Al 98/103 (95%) 1.23 20, 82, 157, 180 0
9 CJ 98/103 (95%) 0.67 34, 79, 135, 151 0
10 AK 117/129 (90%) 0.56 7, 95, 138, 160 0
10 | CK 117/129 (90%) 0.43 7T(%) 21 122 | 11,50,105,142 | 0
11 | AL 123/124 (99%) 0.70 10 (8%) 21, 61,128, 178 | 0
11 | CL 123/124 (99%) 0.84 11 (8%) 5, 39, 119, 160 0
12 AM 114/118 (96%) 1.09 20 (17%) 44,106, 159, 173 0
12 | oM 113/118 (95%) 1.27 22 (19%) 26, 100, 157, 180 | 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
13 AN 96/101 (95%) 1.76 33 (34%) 15, 84, 151, 180 0
13 CN 96/101 (95%) 1.09 16 (16%) 21, 82, 139, 161 0
14 AO 88/89 (98%) 0.98 18, 70, 114, 180 0
14 CO 88/89 (98%) 0.53 14, 51, 112, 150 0
15 AP 82/82 (100%) 0.89 27,89, 142, 180 0
15 CP 80/82 (97%) 0.94 5, 46, 145, 180 0
16 AQ 80/84 (95%) 1.47 37, 91, 140, 180 0
16 CQ 81/84 (96%) 0.90 12, 57, 119, 154 0
17 AR 55/75 (73%) 1.30 18, 69, 147, 164 0
17 CR 55/75 (73%) 0.99 13, 53, 126, 175 0
18 AS 79/92 (85%) 2.06 59, 112, 174, 180 0
18 CS 80/92 (86%) 2.04 48, 109, 172, 180 0
19 AT 85/87 (97%) 1.13 36, 94, 142, 170 0
19 CT 85/87 (97%) 1.51 17, 55, 118, 179 0
20 AB 218/241 (90%) 0.87 28, 92, 142, 180 0
20 CB 218/241 (90%) 0.64 27, 96, 157, 180 0
21 AU 51/71 (71%) 1.09 26, 94, 153, 174 0
21 CU 51/71 (71%) 1.26 29, 82, 163, 180 0
22 BA 117/120 (97%) 0.04 39, 67, 125, 171 0
22 DA 117/120 (97%) -0.01 34, 73, 116, 180 0
23 BB 2841/2904 (97%) 0.17 9, 53, 144, 180 0
23 DB 2841/2904 (97%) 0.12 5, 45, 143, 180 0
24 BV 94/94 (100%) 0.72 26, 78, 134, 155 0
24 DV 94/94 (100%) 0.52 34, 83, 139, 162 0
25 BC 267/273 (97%) 1.20 5, 53, 143, 180 0
25 DC 267/273 (97%) 1.10 5, 52, 158, 180 0
26 BD 209/209 (100%) 1.44 9, 82, 157, 180 0
26 DD 209/209 (100%) 1.24 5, 57, 142, 180 0
27 BE 201/201 (100%) 1.34 5, 85, 162, 180 0
27 DE 201/201 (100%) 1.36 6, 82, 170, 180 0
28 BF 178/179 (99%) 0.93 39, 105, 168, 180 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
28 DF 178/179 (99%) 0.77 29, 96, 154, 180 0
29 BG 176/177 (99%) 1.31 34, 100, 164, 180 0
29 DG 176/177 (99%) 0.91 23, 88, 156, 180 0
30 BH 149/149 (100%) 2.37 Im 22, 126, 180, 180 0
30 DH 149/149 (100%) 1.53 Im 30, 106, 167, 180 0
31 BJ 140/142 (98%) 1.02 I 11, 88, 153, 180 0
31 DJ 140/142 (98%) 0.85 I 7, 66, 148, 176 0
32 BK 121/123 (98%) 0.74 9 13, 60, 118, 152 0
32 DK 121/123 (98%) 0.58 5, 36, 92, 134 0
33 BL 144/144 (100%) 2.61 15, 86, 167, 180 0
33 DL 144/144 (100%) 2.15 5, 81, 156, 180 0
34 BM 136/136 (100%) 1.58 13, 71, 175, 180 0
34 DM 136/136 (100%) 1.16 11, 70, 164, 180 0
35 BN 127/127 (100%) 1.56 17, 78, 169, 180 0
35 DN 127/127 (100%) 1.08 5, 48, 159, 180 0
36 BO 117/117 (100%) 1.82 26, 91, 167, 180 0
36 DO 117/117 (100%) 1.80 5, 91, 172, 180 0
37 BP 114/115 (99%) 1.85 18, 98, 172, 180 0
37 DP 114/115 (99%) 1.49 7, 65, 166, 180 0
38 BQ 117/118 (99%) 0.53 13, 66, 146, 174 0
38 DQ 117/118 (99%) 0.90 6, 57, 158, 180 0
39 BR 103/103 (100%) 1.12 24, 105, 167, 180 0
39 DR 103/103 (100%) 1.70 25, 92, 157, 180 0
40 BS 110/110 (100%) 0.68 9, 63, 133, 180 0
40 DS 110/110 (100%) 0.78 5, 46, 137, 180 0
41 BT 99/100 (99%) 1.67 25, 81, 162, 180 0
41 DT 99/100 (99%) 2.63 15, 86, 168, 180 0
42 BU 102/104 (98%) 2.27 17, 91, 169, 180 0
42 DU 102/104 (98%) 1.85 30, 110, 171, 180 0
43 BW 84 /85 (98%) 2.68 10, 86, 159, 180 0
43 DW 84/85 (98%) 2.45 16, 86, 168, 180 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
44 | BX 63/63 (100%) 1.79 19 (30%) mlm 20, 97, 160, 180 0
44 | DX 63/63 (100%) 2.73 25 (39%) 38, 110, 169, 180 0
45 | BY 58/59 (98%) 1.60 17 (29%) | 0] 13, 86, 157, 180 0
45 | DY 58/59 (98%) 1.24 12 (20%) | 5, 79, 136, 150 0
46 BZ 70/70 (100%) 0.92 10 (14%) | 19, 66, 145, 180 0
46 DZ 70/70 (100%) 1.44 23 (32%) mlm 5, 68, 141, 180 0
A7 B0 56/57 (98%) 1.42 13 (23%) mlm 26, 95, 180, 180 0
47 DO 56/57 (98%) 1.62 14 (25%) mlm 10, 70, 159, 177 0
48 B1 54/55 (98%) 1.45 12 (22%) ml 24, 97, 160, 180 0
48 D1 54/55 (98%) 2.77 29 (53%) mlm 8, 82, 158, 180 0
49 B2 46/46 (100%) 1.36 11 (23%) mlm 6, 51, 154, 174 0
49 D2 46,/46 (100%) 1.14 6 (13%) | 9, 55, 131, 150 0
50 B3 64/65 (98%) 1.99 23 (35%) mlm 19, 61, 155, 180 0
50 D3 64/65 (98%) 1.98 23 (35%) mlm 5, 61, 139, 178 0
51 B4 38/38 (100%) 2.78 21 (55%) mlm 30, 102, 170, 180 0
51 D4 38/38 (100%) 2.72 17 (44%) mlm 14, 111, 175, 180 0
52 BI 141/142 (99%) 2.56 85 (60%) mlm 52, 152, 180, 180 0
52 DI 141/142 (99%) 2.75 95 (67%) mlm 83, 160, 180, 180 0
All | Al | 20439/21086 (96%) 0.76 2584 (12%) | 5, 67, 155, 180 0

The worst 5 of 2584 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
33 BL 98 | ALA 17.2
36 BO 58 ILE 16.8
33 BL 8 PRO 15.7
41 DT 4 GLU 15.1
42 BU 29 SER 14.8

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

There are no non-standard protein/DNA/RNA residues in this entry.
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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. 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 | B-factors(A?) | Q<0.9
54 MG AA 1615 1/1 0.30 0.19 72,72,72,72
o4 MG CA 1624 1/1 0.30 0.29 | 162,162,162,162
o4 MG AA 1650 1/1 0.44 0.23 | 133,133,133,133
o4 MG AA 1639 1/1 0.46 0.19 | 141,141,141,141
54 MG AA 1609 1/1 0.49 0.19 | 119,119,119,119
54 MG CA 1623 1/1 0.50 0.14 70T
54 MG CA 1631 1/1 0.58 0.26 21,21,21,21
54 MG CA 1616 1/1 0.59 0.26 | 153,153,153,153
54 MG AA 1626 1/1 0.61 0.43 82,82,82,82
o4 MG CA 1629 1/1 0.62 0.61 62,62,62,62
54 MG CA 1622 1/1 0.63 0.34 | 132,132,132,132
54 MG BB 3082 1/1 0.64 0.39 63,63,63,63
54 MG AA 1608 1/1 0.66 0.18 57,57,57,57
54 MG DB 3013 1/1 0.66 0.20 32,32,32,32
54 MG AA 1637 1/1 0.66 0.62 | 115,115,115,115
54 MG BB 3034 1/1 0.67 0.22 42,42,42.42
54 MG AA 1631 1/1 0.68 0.25 | 143,143,143,143
o4 MG BB 3047 1/1 0.70 0.29 | 128,128,128,128
o4 MG AA 1628 1/1 0.71 0.16 63,63,63,63
54 MG AA 1616 1/1 0.71 0.20 86,86,86,86
54 MG BB 3100 1/1 0.72 0.22 37,37,37,37
54 MG DB 3059 1/1 0.72 0.15 75,75,75,75
54 MG BB 3097 1/1 0.72 0.13 96,96,96,96
54 MG DB 3071 1/1 0.72 0.13 27,27,27,27
o4 MG AA 1614 1/1 0.73 0.15 67,67,67,67
54 MG AA 1621 1/1 0.73 0.14 96,96,96,96
54 MG AA 1620 1/1 0.74 0.29 | 116,116,116,116
54 MG AA 1619 1/1 0.74 0.13 33,33,33,33
54 MG BB 3033 1/1 0.74 0.26 | 113,113,113,113
54 MG BB 3077 1/1 0.74 0.16 37,37,37,37
o4 MG BB 3008 1/1 0.74 0.16 82,82,82,82
o4 MG DB 3017 1/1 0.74 0.23 22,22,22.22 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
o4 MG AA 1627 1/1 0.75 0.33 17,17,17,17 1
54 MG BB 3018 1/1 0.75 0.22 42,42,42.42 0
54 MG DB 3033 1/1 0.76 0.26 88,88,88,88 0
54 | MG | DB |3108| 1/1 0.76 | 0.11 | 24,24.24,24 0
24 MG DB 3064 1/1 0.77 0.27 66,66,66,66 1
24 MG DB 3049 1/1 0.77 0.10 79,79,79,79 0
54 | MG | DB |3052| 1/1 078 | 0.25 | 42,42.42.42 0
o4 MG CA 1609 1/1 0.78 0.19 | 132,132,132,132 0
54 MG DB 3044 1/1 0.79 0.09 58,58,58,58 0
54 | MG | BB |3084| 1/1 0.79 | 0.11 | 19,19,19,19 0
o4 MG DB 3023 1/1 0.79 0.08 44,4444 44 0
24 MG AA 1661 1/1 0.79 0.05 83,83,83,83 0
54 | MG | AA | 1603 | 1/1 080 | 0.14 | 74,74.74,74 0
o4 MG AA 1655 1/1 0.80 0.10 67,67,67,67 0
54 MG AA 1613 1/1 0.80 0.20 | 108,108,108,108 0
54 MG BB 3028 1/1 0.80 0.23 66,66,66,66 0
54 | MG | AA | 1612 | 1/1 0.80 | 0.11 | 52,52,52,52 0
o4 MG AA 1658 1/1 0.80 0.12 | 113,113,113,113 0
54 MG DB 3016 1/1 0.80 0.14 25,25,25,25 0
54 | MG | DB |3062| 1/1 080 | 0.12 | 24,24,.24,24 0
54 | MG | AA | 1654 | 1/1 080 | 0.11 | 81,81,81,81 0
54 MG CA 1640 1/1 0.80 0.12 | 139,139,139,139 0
54 MG AA 1660 1/1 0.80 0.10 95,95,95,95 0
o4 MG DE 301 1/1 0.80 0.16 69,69,69,69 0
24 MG DB 3057 1/1 0.81 0.20 56,56,56,56 1
24 MG AA 1657 1/1 0.81 0.27 83,83,83,83 0
o4 MG BB 3046 1/1 0.81 0.17 63,63,63,63 0
54 | MG | AA | 1607 | 1/1 081 | 0.08 | 82,82,82.82 0
o4 MG BB 3081 1/1 0.81 0.21 34,34,34,34 0
54 MG DB 3075 1/1 0.81 0.14 42,42,42.42 0
54 | MG | BB |3041| 1/1 081 | 0.18 | 47,47,47.47 0
24 MG DB 3007 1/1 0.82 0.14 15,15,15,15 0
24 MG DB 3103 1/1 0.82 0.17 61,61,61,61 0
o4 MG BB 3107 1/1 0.82 0.13 37,37,37,37 0
54 MG BB 3060 1/1 0.82 0.16 81,81,81,81 0
54 | MG | CA | 1644 | 1/1 082 | 0.12 | 59,59,59.50 0
54 MG AA 1640 1/1 0.82 0.10 42,42,42.42 0
54 | MG | BB |3021] 1/1 082 | 0.17 | 24242424 0
24 MG AA 1633 1/1 0.82 0.15 92,92,92,92 0
24 MG DB 3082 1/1 0.83 0.29 61,61,61,61 0
54 MG DB 3060 1/1 0.83 0.10 | 105,105,105,105 0
54 | MG | DB |3028| 1/1 083 | 0.18 | 29,29,29.29 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
52 | MG | AA | 1602 | 1/1 083 | 0.19 | 34343434 0
54 MG AA 1642 1/1 0.83 0.15 | 107,107,107,107 0
54 MG BB 3094 1/1 0.83 0.15 16,16,16,16 0
o4 MG BB 3048 1/1 0.83 0.14 39,39,39,39 0
53 KSG CA 1601 | 26/26 0.83 0.33 53,53,53,53 0
54 | MG | DB |3035| 1/1 083 | 0.16 | 24,24.24,24 0
23 KSG AA 1601 | 26/26 0.83 0.30 53,53,53,53 0
o4 MG CA 1637 1/1 0.84 0.15 | 107,107,107,107 0
54 MG BB 3014 1/1 0.84 0.17 33,33,33,33 0
54 MG CA 1627 1/1 0.84 0.19 | 114,114,114,114 0
o4 MG BB 3065 1/1 0.84 0.14 A7,47,47.47 0
24 MG CA 1628 1/1 0.84 0.33 38,38,38,38 1
24 MG CA 1651 1/1 0.84 0.16 | 122,122,122,122 0
o4 MG BB 3076 1/1 0.85 0.12 43,43,43,43 0
54 MG DB 3029 1/1 0.85 0.19 22,22,22.22 0
54 MG BB 3067 1/1 0.85 0.16 56,56,56,56 0
54 MG DB 3058 1/1 0.85 0.20 | 132,132,132,132 0
o4 MG AA 1625 1/1 0.85 0.41 81,81,81,81 0
54 MG BB 3001 1/1 0.85 0.11 28,28,28,28 0
54 MG AA 1649 1/1 0.85 0.10 | 102,102,102,102 0
54 | MG | DB | 3107 | 1/1 085 | 0.13 | 19,19,19.19 0
54 | MG | DB |3024| 1/1 085 | 0.12 | 27,27,27,27 0
54 MG BB 3005 1/1 0.85 0.15 13,13,13,13 0
o4 MG DB 3040 1/1 0.85 0.20 28,28,28,28 0
24 MG DB 3085 1/1 0.86 0.21 64,64,64,64 0
24 MG AA 1656 1/1 0.86 0.14 | 100,100,100,100 0
o4 MG BB 3031 1/1 0.86 0.18 46,46,46,46 0
54 MG BB 3001 1/1 0.86 0.10 74,74,74,74 0
54 MG CA 1630 1/1 0.86 0.09 49,49,49,49 0
54 MG DB 3093 1/1 0.86 0.76 48,48,48,48 1
o4 MG BB 3053 1/1 0.86 0.12 36,36,36,36 0
54 MG AA 1624 1/1 0.87 0.12 25,25,25,25 1
24 MG DB 3032 1/1 0.87 0.11 29,29,29,29 0
o4 MG BB 3042 1/1 0.87 0.07 74,74,74,74 0
54 MG BB 3057 1/1 0.87 0.18 19,19,19,19 0
54 MG CA 1608 1/1 0.87 0.06 31,31,31,31 0
54 | MG | BB |3074| 1/1 0.87 | 0.12 T 0
o4 MG BB 3063 1/1 0.87 0.17 27,27,27,27 0
24 MG AA 1647 1/1 0.87 0.60 84,84,84,84 0
24 MG DB 3015 1/1 0.87 0.15 69,69,69,69 0
54 MG AA 1617 1/1 0.87 0.13 65,65,65,65 0
54 MG BB 3105 1/1 0.87 0.15 33,33,33,33 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
o4 MG DB 3003 1/1 0.87 0.13 8,8,8,8 0
54 | MG | CA |1612| 1/1 087 | 0.10 | 71,71,71,71 0
54 MG BB 3083 1/1 0.88 0.14 25,25,25,25 0
o4 MG BB 3007 1/1 0.88 0.15 D7,57,57,57 0
24 MG BB 3064 1/1 0.88 0.16 71,71,71,71 0
24 MG DB 3098 1/1 0.88 0.11 9,9,9,9 0
o4 MG BB 3043 1/1 0.88 0.24 63,63,63,63 0
54 | MG | AA | 1604 | 1/1 088 | 0.11 | 2525.25,25 0
54 MG CA 1638 1/1 0.88 0.21 60,60,60,60 0
54 MG CA 1607 1/1 0.88 0.13 | 126,126,126,126 0
o4 MG DB 3053 1/1 0.88 0.10 37,37,37,37 0
24 MG DB 3027 1/1 0.88 0.15 37,37,37,37 0
24 MG AA 1652 1/1 0.88 0.14 | 105,105,105,105 0
54 MG AA 1623 1/1 0.88 0.32 | 143,143,143,143 0
54 MG BB 3099 1/1 0.88 0.13 58,58,58,58 0
54 | MG | BB |3072| 1/1 088 | 0.12 | 26,26,26,26 0
54 MG BB 3066 1/1 0.88 0.13 42,42,42 42 0
o4 MG BB 3017 1/1 0.89 0.10 54,54,54,54 0
54 MG BB 3090 1/1 0.89 0.11 65,65,65,65 0
o4 MG DB 3094 1/1 0.89 0.21 33,33,33,33 0
54 MG BB 3091 1/1 0.89 0.16 42,42,42.42 0
54 | MG | DB | 3061 | 1/1 089 | 0.11 | 43,48,4848 0
54 MG DB 3047 1/1 0.89 0.09 29,29,29,29 0
o4 MG CA 1658 1/1 0.89 0.07 18,18,18,18 0
24 MG BB 3010 1/1 0.89 0.16 74,74,74,74 0
24 MG AA 1645 1/1 0.89 0.16 97,97,97,97 0
o4 MG CA 1661 1/1 0.89 0.29 67,67,67,67 0
54 MG BB 3049 1/1 0.89 0.15 12,12,12,12 0
54 MG BB 3104 1/1 0.89 0.13 33,33,33,33 0
54 MG BB 3101 1/1 0.89 0.10 14,14,14,14 0
o4 MG DB 3080 1/1 0.89 0.12 34,34,34,34 0
24 MG BB 3088 1/1 0.89 0.16 25,25,25,25 0
24 MG DB 3076 1/1 0.89 0.15 69,69,69,69 0
o4 MG DB 3026 1/1 0.89 0.14 30,30,30,30 0
54 MG BB 3036 1/1 0.89 0.10 29,29,29,29 0
54 | MG | BB |3080 | 1/1 0.90 | 0.09 | 42,42,42.42 0
54 MG AA 1634 1/1 0.90 0.19 73,73,73,73 0
o4 MG DB 3106 1/1 0.90 0.12 7,0,7,7 0
24 MG BB 3024 1/1 0.90 0.17 22,22,22.22 0
24 MG BB 3109 1/1 0.90 0.15 33,33,33,33 0
54 MG BB 3108 1/1 0.90 0.13 22,22,22.22 0
54 MG DB 3056 1/1 0.90 0.12 67,67,67,67 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
o4 MG BB 3052 1/1 0.90 0.09 27,27,27,27 0
54 | MG | DB |3042| 1/1 0.90 | 0.16 5555 0
54 | MG | CA |1602| 1/1 0.90 | 0.12 88338 0
o4 MG DB 3081 1/1 0.91 0.16 | 110,110,110,110 0
24 MG BB 3093 1/1 0.91 0.16 2,5,9,5 1
24 MG BB 3075 1/1 0.91 0.25 35,35,35,35 0
o4 MG DB 3009 1/1 0.91 0.11 10,10,10,10 0
o4 MG BB 3073 1/1 0.91 0.21 55,55,55,55 0
54 | MG | CA |1642| 1/1 0.91 | 0.13 | 70,70,70,70 0
52 | MG | DB |3025| 1/1 0.91 | 0.26 | 20,20,20,20 0
o4 MG CA 1659 1/1 0.91 0.25 88,88,88,88 0
54 MG BB 3026 1/1 0.91 0.12 25,25,25,25 0
54 | MG | DB |3034| 1/1 091 | 0.11 | 84843484 0
o4 MG BB 3038 1/1 0.91 0.14 82,82,82,82 0
54 | MG | AA | 1606 | 1/1 0.91 | 0.06 | 28,.28,2828 0
54 MG BB 3071 1/1 0.91 0.19 38,38,38,38 0
54 MG BB 3096 1/1 0.91 0.12 39,39,39,39 0
o4 MG BB 3013 1/1 0.91 0.09 36,36,36,36 0
54 MG DB 3067 1/1 0.91 0.28 11,11,11,11 0
o4 MG DB 3012 1/1 0.91 0.17 6,6,6,6 0
54 MG BB 3059 1/1 0.91 0.10 16,16,16,16 0
54 MG DB 3095 1/1 0.91 0.09 44,44 44,44 0
54 MG BB 3039 1/1 0.91 0.13 26,26,26,26 0
54 | MG | DB |3002| 1/1 0.91 | 0.13 | 20,20,20,20 0
54 | MG | CA |1647| 1/1 091 | 012 | 40,40,40,40 0
24 MG AA 1651 1/1 0.92 0.05 64,64,64,64 0
o4 MG BB 3016 1/1 0.92 0.18 19,19,19,19 0
54 MG AA 1653 1/1 0.92 0.15 30,30,30,30 0
54 MG BB 3087 1/1 0.92 0.11 53,53,53,53 0
54 MG BB 3068 1/1 0.92 0.12 39,39,39,39 0
o4 MG DB 3018 1/1 0.92 0.12 39,39,39,39 0
54 | MG | BB |3102] 1/1 0.92 | 0.11 | 34343434 0
24 MG AA 1646 1/1 0.92 0.15 | 103,103,103,103 0
o4 MG BB 3110 1/1 0.92 0.22 79,79,79,79 0
54 MG CA 1636 1/1 0.92 0.14 13,13,13,13 0
o4 MG BB 3062 1/1 0.92 0.21 34,34,34,34 0
54 | MG | AA | 1605 | 1/1 0.92 | 0.12 | 30,30,30,30 0
o4 MG CA 1657 1/1 0.92 0.13 51,51,51,51 0
24 MG DB 3030 1/1 0.92 0.17 11,11,11,11 0
54 MG AA 1618 1/1 0.92 0.12 | 102,102,102,102 0
54 MG BB 3004 1/1 0.92 0.08 39,39,39,39 0
54 MG DB 3083 1/1 0.92 0.13 18,18,18,18 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG BB 3032 1/1 0.92 0.14 31,31,31,31 0
54 | MG | CA | 1617 | 1/1 0.92 | 0.06 | 45,45,45.45 0
54 | MG | BB |3106| 1/1 0.92 | 0.25 | 62,62,62,62 0
o4 MG DB 3109 1/1 0.92 0.19 D7,57,57,57 0
24 MG DB 3050 1/1 0.92 0.20 42,42,42.42 0
24 MG DB 3066 1/1 0.93 0.15 12,12,12,12 0
o4 MG BB 3023 1/1 0.93 0.10 27,27,27,27 0
o4 MG CA 1635 1/1 0.93 0.11 91,91,91,91 0
54 MG DB 3039 1/1 0.93 0.11 9,5,9,9 0
54 MG DB 3022 1/1 0.93 0.07 9,5,9,5 0
o4 MG DB 3001 1/1 0.93 0.17 2,5,9,5 0
24 MG DB 3095 1/1 0.93 0.20 20,20,20,20 0
24 MG DB 3069 1/1 0.93 0.09 50,50,50,50 0
o4 MG CA 1663 1/1 0.93 0.15 20,20,20,20 0
54 | MG | CA | 1639 1/1 0.93 | 0.04 | 41,41,41,41 0
54 | MG | DB |3021| 1/1 0.93 | 0.12 | 2525.25,25 0
54 MG DB 3079 1/1 0.93 0.14 7,7,7,7 0
o4 MG CA 1614 1/1 0.93 0.13 97,97,97,97 0
54 | MG | AA | 1632] 1/1 0.93 | 0.07 | 44,44.44.44 0
o4 MG BB 3027 1/1 0.93 0.07 29,29,29,29 0
54 MG BB 3019 1/1 0.93 0.13 22,22,22.22 0
54 MG BB 3054 1/1 0.93 0.11 77070777 0
54 MG BB 3030 1/1 0.93 0.08 45,45,45,45 0
54 | MG | CA | 1621 1/1 0.93 | 0.09 | 46,46,46,46 0
24 MG BB 3056 1/1 0.93 0.14 37,37,37,37 0
24 MG BB 3085 1/1 0.93 0.11 67,67,67,67 0
o4 MG BB 3089 1/1 0.93 0.23 82,82,82,82 0
54 MG DB 3036 1/1 0.94 0.17 25,25,25,25 0
54 MG DB 3037 1/1 0.94 0.10 8,8,8,8 0
54 MG DB 3038 1/1 0.94 0.08 33,33,33,33 0
o4 MG CA 1650 1/1 0.94 0.08 67,67,67,67 0
24 MG BB 3079 1/1 0.94 0.06 32,32,32,32 0
54 | MG | CA |1632] 1/1 0.94 | 0.12 | 34343434 0
o4 MG DB 3043 1/1 0.94 0.07 70,77 0
54 MG BB 3061 1/1 0.94 0.06 33,33,33,33 0
54 MG BB 3003 1/1 0.94 0.11 23,23,23,23 0
54 MG DB 30501 1/1 0.94 0.15 57,57,57,57 0
54 | MG | DB |3105| 1/1 0.94 | 0.08 | 24242424 0
24 MG DB 3100 1/1 0.94 0.14 6,6,6,6 0
24 MG DB 3070 1/1 0.94 0.07 60,60,60,60 0
54 | MG | DN | 201 | 1/1 0.94 | 0.26 | 33,38,38,38 0
54 MG DB 3020 1/1 0.94 0.24 41,41,41,41 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
o4 MG CA 1649 1/1 0.94 0.30 86,86,86,86 0
54 MG CA 1613 1/1 0.94 0.10 63,63,63,63 0
54 MG BB 3098 1/1 0.94 0.15 49,49,49,49 0
54 | MG | DB |3073| 1/1 0.94 | 0.11 | 44,44,44.44 0
24 MG DB 3086 1/1 0.94 0.24 25,25,25,25 0
24 MG CA 1652 1/1 0.94 0.13 20,20,20,20 0
o4 MG DB 3104 1/1 0.94 0.19 44,4444 44 0
54 | MG | CA | 1641 1/1 0.94 | 0.08 | 40,40,40,40 0
54 MG BB 3092 1/1 0.94 0.16 56,56,56,56 0
54 | MG | AA | 1636 | 1/1 0.94 | 0.14 | 83,83,83.83 0
o4 MG CA 1603 1/1 0.94 0.12 32,32,32,32 0
24 MG DB 3011 1/1 0.94 0.17 23,23,23,23 0
24 MG CA 1606 1/1 0.94 0.08 30,30,30,30 0
54 MG DB 3014 1/1 0.94 0.14 28,28,28,28 0
54 | MG | CA |1634| 1/1 0.94 | 0.09 | 46,46,46,46 0
54 MG DB 3010 1/1 0.94 0.08 8,8,8,8 0
54 | MG | AA | 1644 1/1 0.95 | 0.17 | 81,81,8181 0
o4 MG BB 3078 1/1 0.95 0.28 49,49,49,49 0
54 MG CA 1626 1/1 0.95 0.10 17,17,17,17 0
o4 MG CA 1604 1/1 0.95 0.15 49,49,49,49 0
54 MG BB 3086 1/1 0.95 0.29 94,94,94,94 0
54 MG BB 3009 1/1 0.95 0.08 35,35,35,35 0
54 MG CA 1653 1/1 0.95 0.07 48,48,48,48 0
54 | MG | BB |3040 | 1/1 0.95 | 0.14 | 18,18,18,18 0
24 MG CA 1643 1/1 0.95 0.10 62,62,62,62 0
54 | MG | CA |1611] 1/1 0.95 | 0.04 | 43,4343 43 0
o4 MG AA 1641 1/1 0.95 0.09 72,72,72,72 0
54 MG DB 3101 1/1 0.95 0.13 30,30,30,30 0
54 MG DB 3068 1/1 0.95 0.11 49,49,49,49 0
54 MG DB 3008 1/1 0.95 0.19 39,39,39,39 0
o4 MG BB 3050 1/1 0.95 0.13 20,20,20,20 0
24 MG BB 3037 1/1 0.95 0.10 21,21,21,21 0
24 MG BB 3044 1/1 0.95 0.07 39,39,39,39 0
o4 MG DB 3065 1/1 0.95 0.16 25,25,25,25 0
54 | MG | DB | 3046 | 1/1 0.95 | 0.18 | 18,18,18,18 0
54 MG DB 3090 1/1 0.95 0.15 | 106,106,106,106 0
54 MG BB 3006 1/1 0.95 0.08 20,20,20,20 0
o4 MG BB 3095 1/1 0.95 0.12 19,19,19,19 0
24 MG AA 1638 1/1 0.95 0.11 88,88,88,88 0
24 MG DB 3048 1/1 0.95 0.07 7,071,717 0
54 | MG | AA | 1630 | 1/1 0.95 | 0.10 | 20,20,20,20 0
54 MG DB 3045 1/1 0.95 0.07 45,45,45,45 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
o4 MG CA 1646 1/1 0.95 0.05 94,94,94,94 0
54 MG BB 3035 1/1 0.95 0.12 25,25,25,25 0
54 MG DB 3092 1/1 0.95 0.06 16,16,16,16 0
o4 MG AA 1611 1/1 0.95 0.06 D7,57,57,57 0
24 MG DB 3004 1/1 0.95 0.15 38,38,38,38 0
24 MG CA 1605 1/1 0.95 0.09 37,37,37,37 0
54 | MG | CA |1615| 1/1 0.95 | 0.14 | 54545454 0
54 | MG | DB |3102| 1/1 0.95 | 0.11 | 13,13,13,13 0
54 | MG | CA | 1620 1/1 0.95 | 0.14 | 32,32,32,32 0
54 MG CA 1655 1/1 0.95 0.05 26,26,26,26 0
o4 MG AA 1629 1/1 0.96 0.10 62,62,62,62 0
24 MG DB 3097 1/1 0.96 0.13 19,19,19,19 0
24 MG CA 1619 1/1 0.96 0.07 9,9,9,9 0
54 | MG | CA | 1634 | 1/1 0.96 | 0.19 | 32.32,32.32 0
54 MG DB 3088 1/1 0.96 0.21 51,561,51,51 0
54 MG BB 3103 1/1 0.96 0.14 11,11,11,11 0
54 MG BB 3069 1/1 0.96 0.08 8,8,8,8 0
o4 MG AA 1622 1/1 0.96 0.06 16,16,16,16 0
54 MG DB 3099 1/1 0.96 0.17 11,11,11,11 0
o4 MG DB 3087 1/1 0.96 0.12 40,40,40,40 0
54 MG AA 1635 1/1 0.96 0.07 75,75,75,75 0
54 MG CA 1645 1/1 0.96 0.08 28,28,28,28 0
54 MG CA 1648 1/1 0.96 0.06 39,39,39,39 0
54 | MG | CA | 1660 | 1/1 0.96 | 021 | 27,27.27.27 0
24 MG BB 3020 1/1 0.96 0.07 38,38,38,38 0
54 | MG | CA |1625] 1/1 0.96 | 0.14 | 24,24.24,24 0
o4 MG CA 1633 1/1 0.96 0.10 50,50,50,50 0
54 MG BB 3022 1/1 0.96 0.14 55,55,55,55 0
54 MG DB 3072 1/1 0.97 0.10 9,5,9,9 0
54 MG CA 1662 1/1 0.97 0.11 38,38,38,38 0
o4 MG DB 3089 1/1 0.97 0.28 28,28,28,28 0
24 MG BB 3045 1/1 0.97 0.05 40,40,40,40 0
54 MG AA 1643 1/1 0.97 0.07 | 116,116,116,116 0
o4 MG DB 3041 1/1 0.97 0.13 29,29,29,29 0
54 | MG | BB | 3011 1/1 0.97 | 0.12 9.9.9.9 0
54 MG CA 1656 1/1 0.97 0.10 60,60,60,60 0
54 MG DB 3091 1/1 0.97 0.16 39,39,39,39 0
o4 MG DB 3031 1/1 0.97 0.10 40,40,40,40 0
54 | MG | DB |3074| 1/1 0.97 | 013 | 12,12,12,12 0
24 MG AA 1648 1/1 0.97 0.12 31,31,31,31 0
54 MG BB 3029 1/1 0.97 0.10 7,7,7,7 0
54 MG DB 3054 1/1 0.97 0.10 32,32,32,32 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9

54 | MG | CA 1610 | 1/1 0.97 | 0.16 | 61,61,61,61 0
54 | MG | BB |3015| 1/1 0.97 | 0.10 | 23,23,23,23 0
54 | MG | BB | 3012 1/1 0.97 | 0.19 | 75,75,75,75 0
54 | MG | DB |3077| 1/1 097 | 0.12 | 41414141 0
54 | MG | BB |3058| 1/1 0.97 | 0.12 | 33,33,33,33 0
54 | MG | DB |3078| 1/1 0.97 | 0.08 5.5,5,5 0
54 | MG | DB |3081| 1/1 0.97 | 0.18 | 18,18,18,18 0
54 | MG | BB |3025| 1/1 0.97 | 0.15 | 67,67,67,67 0
54 | MG | AA 1659 | 1/1 0.97 | 0.20 | 157,157,157,157 | O
54 | MG | AA 1610 | 1/1 0.98 | 0.16 | 10,10,10,10 0
54 | MG | DB |3005| 1/1 0.98 | 0.09 6,6,6,6 0
54 | MG | DB |3063| 1/1 098 | 0.11 | 42424242 0
54 | MG | BB |3070| 1/1 0.98 | 0.09 | 55,55,55,55 0
54 | MG | DB | 3006 | 1/1 0.98 | 0.08 | 16,16,16,16 0
54 | MG | BB |3095| 1/1 0.08 | 0.06 | 48,48,4848 0
54 | MG | CA |1618| 1/1 0.98 | 0.08 | 26,26,26,26 0
54 | MG | BB | 3002 1/1 0.98 | 0.09 9,9,9,9 0
54 | MG | DB |3096| 1/1 0.99 | 0.17 | 31,31,31,31 0
54 | MG | DB |3019| 1/1 0.99 | 0.03 8,888 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.
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Electron density around KSG CA 1601:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around KSG AA 1601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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6.5 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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