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PDB ID : 4V4H / pdb_00004v4h
Title : Crystal structure of the bacterial ribosome from Escherichia coli in complex
with the antibiotic kasugamyin at 3.5A resolution.
Authors : Schuwirth, B.S.; Vila-Sanjurjo, A.; Cate, J.H.D.
Deposited on  :  2006-08-04
Resolution : 3.46 A(reported)

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

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

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

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

MolProbity : 4-5-2 with Phenix2.0
Mogul : 2022.3.0, CSD asb43be (2022)

Xtriage (Phenix) : 2.0

EDS : 3.0

Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 0 - 43
Ramachandran outliers D (4.8%
Sidechain outliers I 17.0%
RSRZ outliers D 26.9%
RNA backbone IS ([— .55
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 190562 1128 (3.50-3.42)
Ramachandran outliers 187476 1101 (3.50-3.42)
Sidechain outliers 187428 1102 (3.50-3.42)
RSRZ outliers 180081 1070 (3.50-3.42)
RNA backbone 3983 1186 (3.92-3.00)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% The upper red bar (where present) indicates the fraction of residues
that have poor fit to the electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
7%
...
1 AA 1542 23% 62% 13%
9%
L
1 CA 1542 22% 64% 11%
71%
— T
2 AC 233 25% 52% 10% . 12%
3%
L R
2 CC 233 28% 47% 2% - 12%
38%
I —
3 AD 206 28% 54% 16%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
9%
e -
3 CD 206 25% 59% 15% .
20%
.. e
4 AE 167 28% 54% 7% = 10%
8%
I e
4 CE 167 20% 57% 12% - 10%
1%
|
5 AF 135 26% 36% 10% - 26%
8%
I
5 CF 135 20% 40% 14% 26%
20%
..
6 AG 179 26% 48% 10% 16%
8%
..
6 CG 179 25% 49% 12% 15%
29%
L =
7 AH 130 35% 56% 8% .-
24%
... =
7 CH 130 38% 49% 11%
28%
I — -
8 Al 130 22% 57% 18% ..
35%
e — =
8 Cl 130 22% 60% 16% .
30%
I — ——
9 Al 103 27% 50% 16% . 5%
36%
e — —
9 CJ 103 17% 59% 16% " 5%
22%
| .. e
10 AK 129 29% 50% 2% & 9%
9%
.- —
10 CK 129 30% 46% 15% 9%
39%
e —
11 AL 124 24% 61% 14% -
21%
=
11 CL 124 25% 56% 17% -
23%
..
12 AM 118 31% 52% 14% .
30%
I
12 CM 118 28% 53% 14% . .
73%
e — —
13 AN 101 27% 50% 19% 5%
36%
e — -
13 CN 101 20% 51% 22% . 5%
35%
. -
14 AO 89 42% 51% 7% -
77%
.. -
14 CO 89 34% 57% 8% -
32%
e — -
15 AP 82 17% 73% 9% .
30%
I — o
15 CP 82 20% 66% 1% .-

HRLDWIDE
WF
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Mol | Chain | Length Quality of chain
35%
e — —
16 AQ 84 18% 63% 14% 5%
24%
I
16 CQ 84 23% 61% 13%
24%
I
17 AR 75 21% 43% 7% 27%
5%
e
17 CR 75 32% 32% 9% 27%
29%
[ —
18 AS 92 17% 54% 13% 14%
39%
e —
18 CS 92 22% 48% 15% 13%
39%
Iy -
19 AT 87 36% 55% 5% .
34%
-
19 CT 87 38% 48% 11%
21%
B
20 AB 241 22% 51% 15% 10%
16%
...
20 CB 241 23% 53% 13% 10%
38%
F
21 AU 71 15% 38% 18% 28%
38%
F
21 CU 71 15% 42% 13% 28%
11%
h
22 BA 120 29% 56% 12%
17%
..
22 DA 120 24% 59% 14%
2%
| ..
23 BB 2904 24% 63% 11%
10%
e
23 DB 2904 24% 63% 10%
5%
e
24 BV 94 30% 53% 16%
28%
=
24 DV 94 35% 55% 9%
74%
— —
25 BC 273 12% 50% 31% 5% -
79%
— S
25 DC 273 17% 48% 27% 6% -
52%
— —
26 BD 209 13% 52% 30% 5%
48%
— —
26 DD 209 17% 51% 29% .
76%
F —
27 BE 201 20% 47% 27% 5%
53%
ﬁ —
27 DE 201 21% 51% 24% .
27%
Iy — =
28 BF 179 23% 49% 27% .

Continued on next page...
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Mol | Chain | Length Quality of chain
32%
I — -
28 DF 179 28% 48% 21% ..
27%
Iy — =
29 BG 177 23% 56% 20% .
27%
| =
29 DG 177 27% 56% 16% .
28%
I -
30 BH 149 27% 56% 16% .
26%
I —
30 DH 149 22% 59% 16%
55%
— _-—
31 BJ 142 14% 56% 27% -
48%
— —
31 DJ 142 14% 52% 30% ..
35%
e — -
32 BK 123 18% 54% 24% -
20%
| .. -~
32 DK 123 27% 48% 23% ..
51%
— —
33 BL 144 15% 44% 33% 7%
62%
— E—
33 DL 144 19% 41% 28% 11%
54%
— —
34 BM 136 18% 46% 30% 7%
50%
T — —
34 DM 136 23% 51% 19% 7%
52%
— -
35 BN 127 20% 57% 23% .
39%
I ————
35 DN 127 19% 60% 20%
54%
— —
36 BO 117 25% 47% 26% .
56%
—
36 DO 117 26% 55% 15%
78%
—
37 BP 115 11% 40% 38% 10%
54%
—
37 DP 115 17% 37% 34% 11%
74%
— -
38 BQ 118 19% 57% 22% -
7%
— —
38 DQ 118 19% 59% 18% _—
59%
— -
39 BR 103 16% 55% 27% .
57%
— —
39 DR 103 20% 39% 37% .
34%
I —
40 BS 110 27% 55% 16%
20%
I -
40 DS 110 18% 56% 24% :

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
76%
—
41 BT 100 13% 59% 21% 6% o
52%
—
41 DT 100 16% 56% 21% 6% -
52%
—
42 BU 104 18% 47% 30% -
55%
—
42 DU 104 20% 46% 27% 5%
72%
— —
43 BW 85 11% 52% 29% 7% -
64%
—
43 DW 85 16% 53% 25% 5%
78%
—
44 BX 63 16% 49% 32% -
79%
—
44 DX 63 17% 62% 17% -
53%
—
45 BY 59 24% 54% 12% 8%
1%
e —
45 DY 59 24% 56% 19%
51%
—
46 BZ 70 19% 43% 34% -
67%
—
46 DZ 70 20% 56% 21% -
61%
—
47 BO 57 16% 51% 28% -
53%
—
47 DO 57 11% 68% 18% -
35%
F
48 B1 55 16% 47% 29% 5% -
2%
e — -
48 D1 5% 22% 40% 36% .
57%
—
49 B2 46 22% 61% 15%
72%
—
49 D2 46 26% 41% 26% 7%
66%
—
50 B3 65 15% 57% 25% -
63%
—
50 D3 65 26% 45% 26% -
74%
—
51 B4 38 13% 55% 26% %
79%
—
51 D4 38 11% 37% 37% 16%
76%
e —
52 BI 142 32% 61% 5% an
37%
Ty -
52 DI 142 34% 60% 6% -«

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-
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ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
o4 MG DB 3093 - - - 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
Ul AA | s | e ao 1065 1530 0 ; 0
Uopoa om0 | e con 106s 1530 0 ; 0
e Molecule 2 is a protein called 30S RIBOSOMAL PROTEIN S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| AC 06| 00 ams a05 o8 3 v v v
2| 06| 00 ams a05 988 3 v v v
e Molecule 3 is a protein called 30S RIBOSOMAL PROTEIN S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AD 205 ?Z’gl 1(?26 31115 288 ZSL 0 0 0
s “b 205 rinéﬁl‘?’)l 1(?26 31115 288 ZSL 0 0 0
e Molecule 4 is a protein called 30S RIBOSOMAL PROTEIN S5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AR 150 ?igzl 6§7 21111 2(31 2 0 0 0
4 CE 150 ?igzl 6§7 21111 2(31 2 0 0 0

e Molecule 5 is a protein called 30S RIBOSOMAL PROTEIN S6.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o AF 100 817 515 148 148 6 0 0 0
Total C N O S
5 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 A 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 | O 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 8 786 493 150 142 1 0 0 0
Total C N O S
N S 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 7 877 540 174 160 3 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 CK 17 77 540 174 160 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 113 876 541 177 155 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 J6 774 483 160 128 3 0 0 0
Total C N O S

13 | CN J6 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 0 0
Total C N O S
16 CQ 81 657 417 122 115 3 0 0 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 55 455 288 86 &1 0 0 0
Total C N O
17 CR 55 455 288 86 &1 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 G5 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 85 665 411 137 114 3 0 0 0
Total C N O S
19 CT 8 665 411 137 114 3 0 0 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.



Page 12 wwPDB X-ray Structure Validation Summary Report 4VAH
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 AU ol 425 265 86 73 1 0 0 0
Total C N O S
21 CU 51 425 265 86 73 1 0 0 0
e Molecule 22 is a RNA chain called 5S RIBOSOMAL RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 BA 7 2507 1116 459 &15 117 0 0 0
Total C N O 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 O P
23 BB 2841 60995 27210 11229 19715 2841 0 0 0
Total C N O P
23 | DB 2841 60095 27210 11220 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 s 753 479 137 134 3 0 0 0
Total C N O S
24 DV s 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

IDERF P HEEEEE
e Molecule 27 is a protein called 50S RIBOSOMAL PROTEIN L4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 BE 201 1;(;?21 9(734 215\313 280 2 0 0 0
27 DE 201 ?gt;;l 9(734 215\3]3 2(30 ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 BF 178 ?Z;&(LJI 9%5 21;1 2(;8 E 0 0 0
28 DF 178 rthQE(L)l 9%5 2?1 2(5)8 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 BG 176 Iljgg?’)l 8(?32 214\113 226 g 0 0 0
29 DG 176 Ilgg?’)l 8(3]2 214\113 226 g 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 BH 149 qu(l)tlil 6(;9 115\;7 2?4 ? 0 0 0
3 bH 149 111(1)3211 6(9}9 11:)]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
3 BJ 140 ’f(itlzl 7(034 21110 184 ZSL 0 ¥ 0
31 bJ 140 r‘1F(itli;l 7(54 21110 184 i 0 0 ¥

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 654 207 190 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 S 17 900 557 179 163 1 0 0 0
Total C N O S
30 DO 7 900 557 179 163 1 ) ) )

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 114 017 574 179 163 1 0 0 0
Total C N O S
37| DP 114 017 574 179 163 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
38 | BQ 117 047 604 192 151 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 10 857 532 166 156 3 0 0 0
Total C N O S
40 DS 10 857 532 166 156 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
4| BT % 777 491 145 139 2 0 0 0
Total C N O S
- DT 9 777 491 145 139 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
42 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
Total C N O
42 DU 102 779 492 146 141 0 0

e Molecule 43 is a protein called 50S RIBOSOMAL PROTEIN L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 BW 84 T(‘)’O?)tj 1 351 11;9 1(1)3 ? 0 0 0
43 bW 84 T(‘)’O?)tj 1 351 11;19 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 1;0531 3(;3 912 9% g 0 0 0
4 | DX 63 1;.)0531 3(133 912 9% g 0 0 0

e Molecule 45 is a protein called 50S RIBOSOMAL PROTEIN L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 46 is a protein called 50S RIBOSOMAL PROTEIN L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
) Bz 70 o s 100 100 6 0 : ;
46 bz 0 o a0 100 100 6 0 ; ;

e Molecule 47 is a protein called 50S RIBOSOMAL PROTEIN L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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 | BI 54 ol o 0 0 0
48 | DI 54 ol e o 0 0 0
e Molecule 49 is a protein called 50S RIBOSOMAL PROTEIN L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | B2 46 o oD 0 0 0
49 | D2 46 o oD 0 0 0
e Molecule 50 is a protein called 50S RIBOSOMAL PROTEIN L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o B3 04 TSOOtZl 3(233 11(\)15 21 2 0 0 0
5 b3 04 TSO()téiLl 333 11(\)15 704 EQ; 0 0 0

e Molecule 51 is a protein called 50S RIBOSOMAL PROTEIN L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51 | B4 38 1;05;1 135 61\; 23 i 0 0 0
51 | D4 38 1;)0531 1;35 6N5 Z% 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 111823;1 6(531 11;19 186 2 0 0 0
52 bl 14l 1{8?‘21 6(5]1 11;19 186 § 0 0 0

e Molecule 53 is (18,2R,3S,4R,58,65)-2,3,4,5,6-PENTAHYDROXYCYCLOHEXYL 2-AMIN
0-4-{[CARBOXY (IMINO)METHYL]AMINO}-2,3,4,6- TETRADEOXY-ALPHA-D-ARABI
NO-HEXOPYRANOSIDE (CCD ID: KSG) (formula: Cy4Hs5N30y).
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KSG
OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C N O

53 AA 1 9% 14 3 9 0 0
Total C N O

53 CA 1 % 14 3 9 0 0

e Molecule 54 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
54 AA 60 60 60 0 0
Total Mg
54 BB 110 110 110 0 0
Total Mg
54 CA 62 62 62 0 0
Total Mg
54 DB 109 109 109 0 0
54 | DE 1 Toltal N{g 0 0
54 | DN 1 Total - Mg 0 0
1 1
e Molecule 55 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
55 AA 289 9389 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 5 5 0 0
Total O
55 AK 2 5 9 0 0
Total O
55 AN 3 5 5 0 0
Total O
55 AP 2 5 5 0 0
55 | AT | Tofal (1) 0 0
Total O
55 BB 497 497 497 0 0
55 | BC 1 Total - O 0 0
1 1
Total O
55 BE 5 5 5 0 0
55 | BH 1 Total - O 0 0
1 1
Total O
55 BL 2 9 9 0 0
55 | BN 1 Total - O 0 0
1 1
Total O
55 CA 293 293 293 0 0
Total O
55 CE 3 3 3 0 0
55 | CK 1 Total - O 0 0
1 1
Total O
55 CL 4 4 4 0 0
Total O
55 CN 3 3 3 0 0
55 | CP 1 Total O 0 0
1 1
Total O
55 CT 3 3 3 0 0
Total O
55 DB 501 501 501 0 0
55 | DC 1 Total - O 0 0
1 1
55 | DD | Toltal ? 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 | Total - O 0 0
1 1
Total O

55 DN 2 9 9 0 0

55 | DT | Toltal (1) 0 0
Total O

55 D2 2 9 9 0 0




4V4H

13%

62%
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17%
23%

electron density. Residues are color-coded according to the number of geometric quality criteria

for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more.
A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2

or more consecutive residues without any outlier are shown as a green connector. Residues present

in the sample, but not in the model, are shown in grey.

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

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

3 Residue-property plots (i)
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16S RIBOSOMAL RNA

9%

e Molecule 1

11%

64%

22%

Chain CA

€SV

i)
44
€¥0
(44

EI

99

62TV
8C1D

%210
€cIn
(44 5]

0gTV
61TV
811N

ST1D
¥TIn
€11
(435
e 111D
0T1D
60TY

L0OTD
9070
S01D

201D
660

86V
16D

S60

zen
Ten
06D
680

® 98D
® S8n
78N

®
28D
8Y
o8y
6.LD
8Ly
LLY
9.9
SLD
LY
€L0

69D

790

O~ 0O N
oo W W oo
e e I R R
VB <<V <

€810

181V
081N
6LTY
8L1D
LLTD
9L1D
SLTD

€L10

09TV

831D
LST0
931D
SSTV
ST

(414

671V
8¥1D
LY1D
91D
SY1D
i44%)
® EvIV

1545
ovIn
6ETY
8ETD

SETO

€ETN
CETD

0ETV

L%2D
iz4 )
sven

892N

S92H
7920

[4°74 4

652D

vLEV

TLEV

0.L€0

9T¥D

®
®
e
<
[

190

[ 5=t}

S0SD

oSy
T0SD
005D

009V
6650
865N
165D
965V

265D
1650
06S0N
685N

189D
9890

189D
089D

L1SD

€LSV

6ESY
8€SD
LESD

@ Pesn

@® <CTEesy

£99Y 0gLd o8y
z99n 62.LY 1080

| 1999 82LY [ |
0990 | len 1610
6590 9210

| 8390 e e -L—--

1390 I ® £6.0
9999 ® TBLY

— zeld [ |
| tem 880

zgon 020 18.¥
1990 6TL0 |98y
0399 | e 980
699V 9TLY ¥8LY
879V [ | €810
159D €149 I
| 979D Ty
9999 11D 08
on 01D ® 6.0
€990 6040 8119
THov 8010 1
THon 1040
079V 90LY zLL
| 6g9D 50D 1.9
889N $OLY 0410
1890 €049 699
9g9n 89V
a9y * 192¥
$£90 6690 99.LY
££99 8699 e 99/
I 1690 %910
969V €99
089V 369V z9L0
629V 769V 1919
8299 £699 [ |
1299 2690 9.9
9299 1699 %320
szon | 0699 | esLy
| | 6890 TSLD
2TV 8899 5.0
129V | 189V 0520
0290 989N G
6790 9899 8.9
| 8190 7890 o vy
1199 [ | 9BLY
| | 6190 SvLD
$190 8.90 920
€190 1290 £hLY
219D 9.9V TvLD
1190 g9V 9.9
019N 7199 | ovln
609V €19V 6€40
809V o clon 8€.0
L09Y [ | LELD
9099 6999 9840
5090 8999 5.0
| %099 | 1999 ¥ELD
£090 9999 £€49

vi8y
€180

T80
0780

8080
L08Y
9080

7osn
€08D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 24

€269 | 966V
2€60 3660
1860 766V
6269
8269 1660
I
6860
3269 8869
%260 1869
€26V 9860
2269 9860
1260 7860
0z6n o €86V
616V 2860
816V 1860
1169 0860
9160 6160
O
°
£T6V
2160 °
1160 °
0160 ® €169
606V 2160
.
106V °
906V 696V
7060 1960
£069 9969
2069 3960
106V 96V
006V £969
| o
168D °
9680
3689 636V
68D | 8a6v
£680 1360
[ | 9560
0689 3g6n
[ | 5569
988D £3969
7880 zs6n
€880 1969
2880 o 0360
1889 676V
0880 8760
6180 1769
me 9v6Y
380
| o
TL8Y 1969
[ | 0%60
® 698 6£69
8980 | |
| L08) 9e6Y
9980 o 7E60

95070
SSOTV
*
2s0Tn
1S01D

44225
czTTIn
qany
0zT1D
6TTTD
LITTV
wﬁmﬁb
ﬁamﬁc
80TTD
LOTTD
90TT1D
SOTTV
€0TTD
(49344

00TTD
660TD
860TD
L60TD
960TD

€601V
2601V
ﬂmmﬁ:
98010
S80TN
801D
€80T0
2801V

080TV

8L0TN
LL0TD

SL0TNn
vL0TD
€010
¢LOTD
TLOTD
0L0TNn
69010
89071
L90TV

€901D
290Tn
T901D
09010

L5019

98T1D
S8TTD

L

08TTV
6LTTY
8LTTD
LLTTD
9LTTY

YETTD

CETTO
TETTD

82110

911N
SgTIn

(%451

8ETTY
LETTD
9ETTY
SecIn
¥€CTD

ceTIn
T€TTD
0€TTO
62TV
82210

€2CT0

121D
02219
6TCTY
8TCTID
LTTTD
® 9121V

(4545}

@ 01210
60210

L02TD
902TH

0021D
661710

LBTTY

|

[4:3a%]
T6T1V
@ 0611D

88TTV
L8TTD

® 911D [ |
ST1ETN LLETY
¥1€10 9.LETN
£1€T0 o STV
® CIETD v.LETV
TIETV ELETD
0TETD |z
B60ETD TLETD
80€TN 0LETD
L0OETN B69€TD
90€TY 89ETY
® GOETD ® L9€1D
Y0€THD 99€T1D
G9ETH
® 7¥9eIn
E9ETY
° ol zoerv |
66CTY ® T9ETD
| sezIn 09€TY
e .L6TTd | 6sgT0
962TD 8SETN
§6CTN LSETY
¥621d 9SETD
€6CTD GSETD
[4:14%) vsen
06219 CSETD
68CTY TSETN
88CTY 0SETY
® 18Ty BYETY
@ 98ZIn 8¥EIN
ol szt | LYETD
$8Z10 | |
£€821N ¥HETD
EVETD
N«mﬂo
6.L2TD B6EETY
8.LT1H 8EETD
L1210 LEETD
® 9.C1D 9€EETD
SLTTY GEETN
[ | $EETH
cLZTD EEETY
0.L21D
[ | 0EETN
89210 6CETY
¥9z1n 8CETD
€92TD LTETD
[4:74 %) 9zen
[ | SZETD
® 89CID veeTy
® LSTIV €CETD
| 9gTTy e Tz
§S2TD T2EIN
vseTy (]
€82TD (]
csety (]
1921V (]

e T¥¥iv

6EVTD
8EVTD
LEVTY

STSTD
P1S1D
€TSTV
c¢1sTn
TIGTD
0TSTD
60STD
80STV
LOSTY

8TYTIV 96%TD
LTH1D | sevIn
| ozvin ¥6%1D
szvIn o E£6YIV
| wevin 26v1Y
[444%]
| | 68710
[S154%] 88%TH
[ | 18919
STPID 98%1H
PIvI0 | sgyIn
[457441 871D
[4572%] €871V
TI%1D [4:i4%)
OTvTV 871N
60710 0871V
| | 6710
90%1N 8L¥1N
SO0% 1D LLyTN
i) 9LVTY
€0%1D SLPTD
[4oia%0] v.lv1n
TO7TD €LYTD
ol 00wt | e
66ETD T.%10
G A 0LyTn
L6ETD 69710
[ | 89YTV
EETY [ |
€6ETN SOVTY
T6ETH ¥9v1In
T6ETN €97%1n
06ETN [4cia%)
68ETD T9%1D
® 88ETD 09%T1D
L8ETD B6SYTD
98ETD 8S¥TD
| | 15919
C8ETD 9S8P TV
T8ETN SSPTID
| osemn ¥Sv1D

® €€S10
¢ESTN
TESTV

30S RIBOSOMAL PROTEIN S3

62STD
851N
428N
92S81D
§2STD
¥2CS1d
€CSTD
2eTsIn
12510

61STV
81STV

e Molecule 2

91STD

. 12%

3]
)
I“I

10%

52%

21%
25%

Chain AC:

298
Tox
09V

894
pAsicy
98I
SGSA

TSA

e 67V

[}
[5e]
a

TEN

i=3
o0
a

[}

© I~

a N
Ixml

44\

TZH

® B8IN
® LM

STH
L]
® €II

1
oty
[ ] 61
8D
LN

SH
YA

4]

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 25

LTTA
9zTd

® €Tl
[441)]

0Tl
® 6111

L11Q

STTA
YITT

[433 4
T11a
0TTT

80Td

TOTN

86V
Led

o o
-
H =

84

® <¢8a

1

L9TA

€974
29TV

o
©
—
L'JI

b

®
N ML
o9 oo o
ISR ]
B 5O H

30S RIBOSOMAL PROTEIN S3

13%

© N~ 00O
Q0N O
bbb el
T ENBE=

® V6IA

T6TL

e Molecule 2

12%

12%

D O -~
< 0 o 10
<n>n

47%

28%
—
e

Chain CC

794

298
9%
(02 4

85y

961
SSGA

€94

sva

vl
1528

6€Yd
8EA

®
W 0~
0 @
a II::

€ea

0ed

D O
0 O
I>>

~ ©
=
==

(0)%:1

TETH

T21s
0Tl

L0TX

SOTA

€0TV

TOTN

76V

Tev

n ©
© ©
Mo

o0
[
=

SLA
LI

T4
0LV
69L
89H
191

©
©
IH

66TA

961D
S6TI
76TA

® 1671
06TL
68TH

29TV

0973

9811

ovIV

B6ETN

LETA

® €EEIN
CETY

® 90CI
S02d

€0Th

e Molecule 3

T0CI
® 00zZM

30S RIBOSOMAL PROTEIN S4

38%

16%

°
-
0
[

54%

28%

Chain AD:

6394

@ LS¥

SGY

® 6%

<
NS
4

el

®
® oo
o F
(L= ]

[ X X J
©
o
<

[
™
H

{4}
€D

®
o
0
x

o000
©
[
<

<
N
=

€14
{45!
118

09A

S81d

€L1a

0411

69TM

® 2914

@ 002ZA

0671

881S
1874
9874

30S RIBOSOMAL PROTEIN S4

e Molecule 3

19%

15%

59%

25%

Chain CD

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 26

09A
683

LSY

791

2SA

(.
i
0
[

e 8%S

Svd
42!

152

®
@
[
[

9EY

ved

(4’8

621

@ 61TH
8118
LITA

STT0
e 7Ild

[4a%cs
TITV

60T.L
80TV
L0TD

S0TD
TOTH

(409
TOTA

66N
860
167
964
S69D
ved

681
88N
184

S8L

L

181

A4
8LV
273

SLK

®
- <
~ ~
] >

694
894
197
@ 991

79X
€91
(411
Tod

8¥IV

SYTY
442"

(4498
TVIA

6ETN
8€Td
LETS

30S RIBOSOMAL PROTEIN S5

® SETd
YETA

T€TL

6CTA
@ 8CIA

921d
SCIN

E€CTH

seyees
ZBEZa 2
e Molecule 4

@ 0671

1874
9874

- 10%

7%

54%

28%

20%

Chain AE

S9%

€90
ooV
o1
090
6GI

9G6d
SGA

92D

LTTA

STTH

98Ty

TSTH
0STa

LYIN

30S RIBOSOMAL PROTEIN S5

e Molecule 4

X
o
—
.
X
o
—
R
~
n
X
/0 =)
ol <
—
=
o
<
5

0CTH
6TTA

9TTA

66S
86V
L6d
960

764

168

o
D
o

o
Q
=}

8.0

© I~
~ N~
==

ELA

TLI

® 69N
894
194

794

(424

30S RIBOSOMAL PROTEIN S6

14%

e Molecule 5

26%

10%

[
~ o
< I}
I.-.‘Iﬂ4

26% 36%
-

Chain AF

19d
@ 99V

E9N
® 9
L]

09A
6SA
8SH

TSI

Sve

{47\
e 1¥a
ovd

gex
€D

(434

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 27

00Ts
® 66V

961

Y6H
€631

® 06N
68A

984

78A

28a
T8N

LLL
9LL
S.3

€L4

0LA
694

30S RIBOSOMAL PROTEIN S6

e Molecule 5

26%

14%

L

40%

20%

18%

Chain CF

19d
o909V
® S94
oA
€ON
(4201

8GH
LSV

98

o000
o
ro)
=

—
0
=1

0
<
<

LY1

€%D
[47:

a

918
jadsl

[4XS
TTH
0oTA

® 001S

30S RIBOSOMAL PROTEIN S7

e Molecule 6

X

©o

—

BN

o

—

R

[ee]

<

R

° O

xE N
o
~N

)

o=

<

mmw

LON
994

-
©
o

6%1
8vL
LvH

[
Qoo
R I
HS>>0n<d

(X X ]
~ ©
o 0
B

LN ) o
oIS TRl o (el o) 0
SRS EAE S SRR ]
<M K> EHAS B

o
N
5]

[

0 )
— -
o 2]

[
[
b
o

o000 00

<+ W0 Ok

- = FiII(J ~
(X )

N

0ETH

L2TV

sc1a

(44X

0CTV

8TTH

® 911V
STTH
Y118

[431¢

0TTH

90TV
S0Td

€0TI

e TOTH
00TH
66Y

L6Y
96N

64
26d

164
@ 06A

18d
[

580

8.4

TLL

89A

30S RIBOSOMAL PROTEIN S7

e Molecule 6

X

n

—

X

o~

—

X

(=2

<

x

n

x o~
©
—

=

e

<

S5

LON
® 9931
S91
YoV
€9A

0 OO
n w0 o
=<

[
9GS

1

T30
oSy
671

k

SYV
vvs
(1728
(47
e 1¥I

b

LEL

SeN

0EN
621
8CI
® TN

scd
e Wi
€av
{4

3

L14

S1d
v1a
® €1d

< ©0 N~ x

0ETA

8214

9CTV
sc1a

(445

0gTY
@ 6111
8TTH
e L1T1

e <11d

0TTH

@ 80Td
LOTV
90TV

® ©V0IA
€0TI
® <20TM
T0TYd
00T

18d

671V
8V
LYIN

30S RIBOSOMAL PROTEIN S8

SvTd
i441
EVTH
[474%:
T9TH
OvTA
6€TA
8€TH

@ 9€Td
SETH
TETA

CETL

e Molecule 7

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 28

29%

8%

56%

35%

Chain AH:

45!
® €II
(4%

e 011
61
8a

Sd

[ ]
€0

e VIV

@® OTTH
@ 607A

€0TA
@® <COTA
® 00TI
66D
® 861

S6IH

161
063

884
184
984

30S RIBOSOMAL PROTEIN S8

781

e Molecule 7

24%

~
~
=

49%

38%

Chain CH:

[ ]
® €W
[ ]

SEL

T€T

© o)
N
mml

1

o0 o
LY =] ©
- &N N
II“ II:=< IIIIIIIIlz

30S RIBOSOMAL PROTEIN S9

{45!
TTL
e OT1

8a

va
€0
[4)

@
[:¢]
[=]

b

433

TT1L

861

96V
S6N
76A

(=3
o)
=]

0 ©
0 ©
o

© © o o
N ~ © 0
[ (2} AT

NEd
NN~
H o

€LS

TLA

S94

e Molecule 8

28%

18%

57%

22%

Chain Al

091

4]

°
0
o
I.-I

164
06

883

S8V

® €8l
281

08H
6.4
8.1
LLY

Y.L0

TLS

0Ld
69D

99A
S9L
791

Toa

30S RIBOSOMAL PROTEIN S9

e Molecule 8

16%

60%

35%

1
3

Chain CI

68X

® 9SH

9%A

44

N MW O~ ® N® WO N ©
W@lo © 09O O oo oo A
[} oA H A o A A
E mEEmA<e EMXE>OAm

® <Ihl

0%y

(s

9TV
STV
1S

o000 0
~
=
~

0Ty

LD
9%
SA

veid
® €Ty
[4qx:8

0TV

]
167

968
64

o
@
I'-.l

e 164

ool o
Q D
I“IIQ

981
S8V
784
® €8l
¢8I
78D
08H
6.4
8.1

Y.L0

0Ld
69D

99A
S9L
791

L21S

30S RIBOSOMAL PROTEIN S10

e Molecule 9

R LDWIDE

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 29

30%

5%

16%

50%

27%

Chain AJ:

0 © ©
D O o
.U>I>

o
(=}
ps]

e Molecule 9: 30S RIBOSOMAL PROTEIN S10

~
9]
=

5%

16%

59%

36%

17%

Chain CJ:

e 09a

o
o
0
=

8GN

SGd
¥ss

2s1
TSA
0SL

0000
0
O
H

8vd
Lvd
o
Sve
vl

(4741
vd

8ED

® Seb

20T
T0TS

86A

e Molecule 10: 30S RIBOSOMAL PROTEIN S11

76V

261
e T16a

684

e .81

S8a

994

< w0
© ©
(==

« 9%

12%

50%

29%

22%

Chain AK:

06d

® 88d

® S8h

[4:cs
81
08N
[ ]

® LD
® 9.k

D O
O N~ o~
O <A

e Molecule 10: 30S RIBOSOMAL PROTEIN S11

~
©
5

X

o)

X

n

—

R

©

<

N

o

5]
®
o)
—

)

o=

<

ﬂhu

089
6%S
8%D

® S¥L

® .LTwd
® 9T1d

®
1274

® 8TIN
LTTH

¥11d
E€TTL
CTTA

OTTL

9071

264

9834
S8A

€8A
z8d
e 181

3

LLD

ey
258

LY

oLy

894
L94

e Molecule 11: 30S RIBOSOMAL PROTEIN S12

14%

61%

39%

24%

Chain AL:

O

R LDWIDE
PROTEIN DATA BANK

W



Page 30 wwPDB X-ray Structure Validation Summary Report

4V4H

o O 00000000000 o060 o [ ] o e oo [ ] o
O MY WON~®NO A OO DO NM IO N R R ) DO+ Nm SO N
ZeoywereerdgdndEd@Deg g NNAN@O®NO®®0O0 RIS I s B W0 W W LW W
<HFZoAabaXdam=EaX> DX n=BEa < [SR-V= e RSN S - AN XA SO mNM>Oa>EA e
° [ ) e o000 o e o o o (X ] o000 o0 o000 o
NOSE WO o ) © N~ 0O ]
o N < © o LElo ® O o N < w0 © 0 D O N M © I~ 0 © O oo oo — == N
© [© © © © © © NN KNG O®REOQNDNDX0D0DDEDDDDD D O IR I A p P -
[ = = 7 HolM >PHAHKRBORENAJDALDES®>EE>® ALV > = SR £
°
o)
3]
-
<
e Molecule 11: 30S RIBOSOMAL PROTEIN S12
21%
3 L |
Chain CL: 25% 56% 17% .-
(] o o oo (] o o °

K9

(] [ ] e oo
e o~ pat
=g > o

s18
N19
V20
A25
P27
Q28
K29
R30
G31
V32
€33
T34
R35
V36
T40
P41
P44
N45
V51
c52
R53
156
N58
F60
E61
V62
T63

(] (] L X ] e o0 o () (] o o
=3 S+ WO~ DO o B o~ ]
< 0 © 0 - ON0OO - N®SwooNBINO - NMIWOINODS Sooooow el e N
© © ©© O (S EEERERR Q000 00@onssnon s o pagp e R -
0 > H S o= =R aH SEEXNEBIARCESE>TDEER O < nYUE>NMARN @ on > o &
e Molecule 12: 30S RIBOSOMAL PROTEIN S13
23%
. L e e
Chain AM: 31% 52% 14% .
° e o [ ] () ° o000 (X ]
O+ o™ © ~ ) = o N~ DO o oo Il = [t N~ oo Bl oo D © N~ 0 O — o m
- WON®OD oA Ao H NN QN NN N® Lo B B SIS § D W0 WBIW WKW LW WO 00
<~ BH=HAATDNXD H < d B @ = w0 K P - nEAan CHABRAEARNS SN L
o o L] o o o ° o0 o ° (] e o
5] ® o o
o olH o D ON®O DO SO OO0 D OH N MY W OO0 =1 S o=
Q KN~ ~NNSKK®©© RWD @D 0 2GR DSBS S - =
== = ] nHMXEdEAQ S AeETneEslas > ES o 3] 154 = 1)

e Molecule 12: 30S RIBOSOMAL PROTEIN S13

30%
. L T
Chain CM: 28% 53% 14% - .
(] o o [ ) [ X ] ° e o o0 o
oo < © N~ oo < w N~ I~ 0 O o NO RO NMY W0 (o] [S] [t}
- ON 0O o oo Qe o o m & < IS YWD D WY W W 0 QB © ©©®©
< HEHAAQ HD<>H<JadBH ERE - S H < X - HOESoHA B > < m > Bl
° ° o000 o0 [ ] e 6 o o 00 00 o o000 o
o —|@lln < ~ )
OO OHN®YONO0ODOHN®H WO 0D woOkoondo@IO o o o -
©OONELENNNENNNNK®0 0000 KQ 0 0 KQ RN R ] p
AdEReEEHNIRAHXEIEAABO0>&S d/ AR Oom e = [R5 X
e Molecule 13: 30S RIBOSOMAL PROTEIN S14
43%
Chain AN: 27% 50% 19% 5%
® o 00 o0 o e o000 () 00 o o ® 000000000 00 o000
oHAN® ©ON OO QO o g ® @ o= N oHa®TWLON®D < Q
- WO~ Qo oo R I N N ® oo S SRS T e} Q
<< = </~ K> ~ > < A > mo< < = [=] ~ = P AN aACH ©n ~

WO RLDWIDE

eP

PROTEIN DATA BANK



4V4H

wwPDB X-ray Structure Validation Summary Report

Page 31

2L

(4L

« 5%

22%

51%

36%

20%

e Molecule 13: 30S RIBOSOMAL PROTEIN S14

Chain CN:

63d
8%y
LSS

SSS
¥ss

LN
re)
<
)

2ea

(]
o
=
>

L1d

ST1
vV
® E€TA
® 2y

oTA

o e
@® o
.ﬂ:l-ﬂ

7%

51%

42%

35%

e Molecule 14: 30S RIBOSOMAL PROTEIN S15

Chain AO:

®
©Q
~

(]
@ o
0 ©
I>mI

LS4

[ B o)
[T Yo T
g S A

i

evY

(47

b

® 8€1

e Wb

TeT
0gT
® 6TV
8TA

STD

© N~ 0
© Q 0
IAGZ

57%

=
i

27%
34%

e Molecule 14: 30S RIBOSOMAL PROTEIN S15

Chain CO:

©
©
)

884

9%

73%

32%

30S RIBOSOMAL PROTEIN S16

17%

e Molecule 15:
Chain AP:

8cy
Lev

scy

8V
083
6LN

L.3
9L
SLI
vL1
eLY
cLY

€90

11%

RLDWIDE

0O
PROTEIN DATA BANK

66%

W

erpBe

30%

20%

30S RIBOSOMAL PROTEIN S16

e Molecule 15:
Chain CP:



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 32

083

)
~
=

8LA

SLI

Iw
~
)

LY
TLA
0.4
690d
898

991
SOV

e Molecule 16: 30S RIBOSOMAL PROTEIN S17

5%

14%

63%

35%

18%

Chain AQ:

6.4

e Molecule 16: 30S RIBOSOMAL PROTEIN S17

24%

13%

61%

23%

Chain CQ:

€90

654

® €81

® 18V

| ooer
618
814
114
9T
STH 6.4
vra 8LA
€18
CIA
TTA
(0)%:1
8b

9.4
SLA

N
~
I3l

9L 0L%

e Molecule 17: 30S RIBOSOMAL PROTEIN S18

VI 894

®
S9d
794

27%

7%

43%

24%
21%

Chain AR:

e Molecule 17: 30S RIBOSOMAL PROTEIN S18

X

~

o~

BN

o

X

o

m

X

o

m
xX
n
—

=

!

o]

S

o < 0 O - N <+
[To Y- WTs} 0 0 © Q ©
oad< H X < @ -

R EEL 1™523
HH®n O X = < X

—
)
(=4

0EN

8¢1

€TH

30S RIBOSOMAL PROTEIN S19

e Molecule 18:

R LDWIDE

w_ 0

PROTEIN DATA BANK



4V4H

. 14%
(XX )

13%

54%

wwPDB X-ray Structure Validation Summary Report

29%
17%
o000 o oo

o
©Nnoo
X o o

Page 33
Chain AS:

I [ v [ owen cou
° o €9 o &9 198
6SA z9v e T | 09y
[ | 19V 19V 651
9GH . 09b . o 09
e . i -3 2
X e * o ® =
] zsn n 87 = o lSA
1SH e 9SI — 951 . €91
® 03A e gad 99d [2:\4
. [ ewy | %30 %30 [ ]
e 8vI £SH | gsH ® 6¥d
Lol zax e csE X st
R 9¥1 N PO 0 Lvd
& [ s 0sd 084 ol ow |
— PHI 6V 6%V SYL
o €Wl 8v) 2

o0
oo
o
o
<
<+ <
=<
[ ]

X o 6€1
8ElL 0 e T & £H) . 8eH
L€8 ® OWv < [ | LEA
- oloEuN = eea - olsEsN
= qed ] e seI S| o ® SEN
n o ves n n n [
e €eM o gey
m zel m ° m m - e g
| orew ° o o TEd
£a) 2 o€ £a) TeT €3 oI €3 n 0eT
H < = e oed = 1€1 = e 624
O O 621 @) o 08l o e sud
e szu 621 o lei
m ° m e lzn m | seu m 9TH
° muz o I o
— $2S — — o — °
< . < e cau < < £TN
(443 e [ zem |
M M [ tev | M Pt M ® Tk
@) oz @) 0ZN (@) e 98y (@) e oz
) 678 N 6TH wn or N 6TL
% > [ m SR e i m <% Coem m
= ” 9Ty ® 8.l = 9 e 91V e €8N = <" 114 28T = 919
m
o ST1 o L o e gmi 281 st | oy 180 o e Gud
< $T1 9.1 At 180 e S | osv off » e ¥IH
6.4 n & o e sy W ° olliGsil W2 6LL 0 SpN o €A
8LL ] N [A%1 o LV o= ° 6.1 ] e 8.1 S o [4%)
L0 o e 11 ° o 8.1 o I LIN e e TV
9LL % o 01T ° & ° | & [ | & e omi
e 64 e oY gL e ¥
— 8d e 0.1 — ° vLH — e N
] .. o I | o 69 <] .. o €4 ] ° [} o
= U3 e o esm o H ol E E s = A
693 o O Sl o O < e s ° O (@) O <
89H < a o I e 994 < o o Wi e 69N < o I < o
199 o = e €S ® 59K o = e €I e 89 [a) = o =
I ° 41 ° ) N .I
R S é ™M ‘'z T 5 > &
798 ° O |olan ° (@) e S91 ° O ° (@)

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 34

684

[T}
0
%]

<
©
*q

[ e
~ ©
e

3

SLY

LN N )
0
2
o
=

®
€Ld
TLA
TLL

69A
® 894

® 991
SO

702a
£02a

@® 6671
® 86TA
L1674
9610
S6TA

261d

e Molecule 20

06TS

30S RIBOSOMAL PROTEIN S2

EN

o

—

.

X

m

—

X

m

n

R

m

%2
o
—

)

o

o]

mmw

198
o9V

Lvd
7
Sl
Cow
evd
{4741
YN

6€1
8EH

SEN
ved

Ted
8¢d

LeA
9T

ved
€N

TCh
0ozcy

43:!
ETA

—
-
<

o
o
o

e Vil
€210

€6H
26N

e 88d
180

S8

€8V

780
0834

® 8LV
L.3
9.LS

LY
€.4

0LD
69A

29
991
So%
79D
€93

® 921d
SeTd

30S RIBOSOMAL PROTEIN 521

e Molecule 21

28%

b

18%

38%

38%

15%

®
o
—
a

Chain AU

2128

v
i
4
evd

6eX
8€d

ved

TEA
oed
ey
8¢1

€cd
(44

614

®
~
—
P

e 0Wd

(X )
o v wion™
H X S|

30S RIBOSOMAL PROTEIN 521

e Molecule 21

28%

13%

42%

38%

. 15%

Chain CU

T8V

©
N
3

$
&

Svi

XXX XXX X
3
~

vV

e
[
IIII’JJ II

SA
12!
€1

5S RIBOSOMAL RNA

e Molecule 22

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 35

12%

© 0 o O N M
< & & 0 0 O W
< PO < < O

56%

D O
o
I<D.

29%

11%

Chain BA

79D
€90

19D
090
65V
85V

S8Nn

7¥D

©
[}
o

£e9
zen
€0

pxa)

szn
(4
€20
azn
T2
0zd
61D
819D
L1D
91D

vIn

T10

9D

LTTD

199
99V
son

53 RIBOSOMAL RNA

17%

e Molecule 22

14%

59%

24%

Chain DA:

o
-
v O

9D
SN

€D
[43)

sen
vev

z8n

0L
® 69D

son

€90

23S RIBOSOMAL RNA

12%

e Molecule 23

11%

63%

24%

Chain BB

® 2on

8%d
LD

44
€¥D
(44
0
ovn

Tey
020
61V
810
119
910
STD
434

©
~
=}

]
(4%
10
oTY

80
LD
oV

e€n

TETV
0€TD

8210
L2TY

4%
€2TD

121D
0oz1n

LT1D
911D

68V

©
<
(]

[l
e}
<

(4

o
00
S

6.0

< w
S
<o

—
~
<

04D
690
89D
90
990
S9N

Yovy
€0vn
[yl
TO%V

66€0
86€0

¥6€0

06€N

88€D
18€N

1

© N Oo ™M W0 O N~
W LW WO o © © © © ©
SRS S SRS S
O<b<=0 TV =U

ocid g
40
TS0

24718

9¥¥dD
S¥P0

62hY
8ThY

92v0
ST

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 36

919D
SISV
4514
€TSY

1180

L0SY
905D

08sn

118D
9150

LN
-
©
re)
o

1190

Y6LY
88LY

181D
98.L0

8LV

8LLD

9LLD

YLLD

o am
~~ NN
5555
[CRTR 3}

IEE'

PoLY
€910

09.D

8G.D

9S.LY

9.0
€39.LY

TSLY

8¥.LD
Lv.L0

vvL0
€VLY
cvLY
L0
0v.LD

8€LD
LELD

T€L0

8TLD

@® 9TLd
STLD

@® 908D
@® S08D

208V
L6LD

96.LD
S6.L0

S06V
706D
€060

006V

8680

§.8D

T80
0480
698D

998V
S980
798D
€98V

1860
9860

786V
€86V

6.6V

.—————_
0€6D
6260

Lz6Y
926D

Zv0Td
901D
0v0TY
6€0TY
8E0TD
LEOTD
9€0TD
SE0TN
€e0TN
CE0TY
T€01D
0€0TD
6201V
820TY
L2OoTY
920TH

%2019

020TY
610TN
8101
LT0TD
9T0TD
ST0TN
Y107V

21070
11019
0TO0TY
6007V

L00TD
90072
S00TD

200TD
TOOTY

7660

2660

066Y

686D
886V

TITTV
0TT1D

80710
L0T1D

90TTD

00TTD

8601V

16019

S80TV

[
€80T0
@ 280Tn
18010
080TV
6,010

® LLOTV

6901V

wwmﬁu
@ $S90Tn
%9010
® €901D

19010
e osom

650TD
o 83010
® LSOtV
o 95010 |
® §S0TD
® %S0TV
o £5010

CS0TD
® T1S0TD

CTLTITD
TLITD
0LTTD
69TTV
89TTD
L9TTD
99TTD
SOTTY
911D
€911D
2911D

09T1D
65T
8STTD

9STTV

(07495

8ETTD
LETTD
9€TTD

TETTD

F

SCTT1D
17435
€CT1D

TCTTO
0ZT1D

8TTTID
LITTD
9TTTD
STTTD
PITID
€171

8ETTH

CTETTD
TeecIn
0€TTY
62210
8¢CTH
L2TTH

S2TTH
¥zzin

zzein
12210
0ZeT1d
61210
8TCTH

91CTH
STCTH

€1CTY

021D

voTTv
€021
20T
10210
00210
66710
86110
LBTTD
96110
S6TTH

€6TTD
(43 %]
T6T1D
06TTD
68TTY
88T1N
® L1811
98TT1D
S8TTD
8110
€8710
28T1D
8110
08710
6L1TD
8.L110
LLTTD

VLTV

[9X41)

04210

157424

6ECTD

LOETY

SOETV
79€TD

TOETD
09€TD
@® 6SETV
8SETD

9SETH
SSETD
veeETY
E€GETY

TSETO

LYETY
9¥ETD

hmmﬁo
CTEETD
TEETD
0€ETD

8CTETY
® LTETV

ScgeTn
vCeTd
€TETD
CTETY

0ZETD
61ETD
8TETN
LIETD
91€TN
STETD
YI€TD
€IETN

® TIETD

60ETD

@® LOETV
90€TD

@® COETV

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 37

0EVTD
62¥1D

9TYID
STYID
4445

(4445
134725
® 0TIV

8T¥1D
LTI71D
9T71D

4525
1544 4
cTvIn
1710
0T¥TD
60710
80%TH
LOPTD
90%1Nn
S0P
v0¥T0
E0VTY
(408
T0%1D
00710

S6ETY

CTEETY

T6€TN
06€TN

88ETH
LBETY
98ETO

V8ETY
(]

Z8ETD
18€TH
mhmﬁb
SLETN
V.LETD
€LETY
cLETN
TLETD
0LETO

89€TH

® €6¥%1D

0671V
68710
88¥%10
L8%T0
98%TN
S8%TIN
78v1Nn

28710
8%
08%1D

8LY1D
LLYTY
9,710
® S.L¥ID
2490

TLY1D
0LVTV
6971V

L9%TN

L]
S9%TD

Y9¥1D

[ 40)]

18710

67710
8Y¥1D
LY%10
9Y¥T10
SYPID
14445
eYvIN
[4727491
991D
ovvINn

8EVTIN
LEVTD

F

EEVIV
CEVID
TEVTV

LSSTD
9SSTD

¥SS10
E€5STV

o
TSSTV
0SSTD
67TV
8VSTV
LYSTD

SPSTY
YySTV

TyseIn
T¥STO

9€STD

veSTN

€ESTD

TESTD
0€STD
62STD
82TV
pracin)
92S1D

415

LISTD
9TSTD
STSTV
4515
€157
CISTD

80STV

LOSTD
90STN
GOSTY
YOSTV

2OoSTY
TOSTD

66710
® 86%1D

96VTV
S6VTV
Gl

@® 62910

oo

vcotn
mmmaw
LT9TD
® w._”m.:

® 0191V

8091V
(]

€091V
091N
T091D
00970
66STN
86STV
LBSTY
96STY
S6STO
631N
€6STY
631D
T6STY
06STY
68510

98STV

€8STV
28STO
18S1D
08STY
6LSTY
8.STN

F

TLSTY
0LSTY
69GTV
89GTD

99STV
S9STO
Y9510
€95TN
¢9STNn
T9S10
09STH

S691D

16910
0697V
689TV
889TN
98910
@ 98910
%8910
€89TN
2891H
18919
089N
6L9TY
8L9TY
LLOTV

04970
699TV
899TV
991D
999T1D
S99TV
7991V
€991
991N
1991H

6S591D
85910
L8910
99970
SS9TV
® PS9TV

@ <CTS9tV
@ TS91D

6%9TD
8%9TN
Ly910
® 9%91D
® G§%91D

cv9T1d
P91V

@ 6€910
8€9TD
LEITV

@® /LSLTV
[ ]

TSLIV

TSLID
TS.T0
0SLTD

8%LID
LyL10
VLIV
STLIV

€vLTD
TvLIn

0%LTD
B6ELTY

@ LELID
9€LTN
SELTY
YELTD

TELTD

8CL1D
L2L1D
® 92.1D
§gLIN
YTLID

T2L1D
0zl
6TLTD
8TLID
LTLTY

vILI0

cTLIN
TTLTY
0TL1D
60410
80410

SOLTY
70LTD

20LTD

€281
2T8T0
1281V
0z81Nn
6181V
818TN
L18TD

|

® €781
181N
T181D
0T8TV

S08TV
70810
€081V
208TY
T08TV

66.LTD

L6LTD
96,10
S6.LTO
VLIV

T6.LTY
06.L1D
68LTYV
88L1D
L8LTY

S8LTV
V8LV
€8LTY

178.10

6.L.T0
8.L.T0
LL.T0
9LLTD
SL.T0
VLL1D

TLLIY
TLLTD
0LLTD

99.1D
S9.10

T9LTY
T9L1D
09410
6SGLTY

76810
£68T0
26810
16819
068TV
6881V
888TH

988TN
S88TV

€880
28310
18810
08810
681D
8.8TD
LL8TV
98TV
S.81D
¥.810
€810

04810

981D
998TV
S98TN
%9810
£981D
2981D

898TY
L9819
96871

vS81V
€481V

8781V
LY8TV
981D
S781D
%810
€%8T0
Z%81D
w8In

8€8TD

€€81D

0€8TD

Le81n

928T1H

S8Tn
%281

6S61D
85610
LS61D

GS6T0

€561V

TS6TN
05619
67610
8%61D
L%61D
97610

S761D

£761N

LEBTY
9€6TY
GE6TD
YE6TD
€E6TD
CEBTY
TE6TN

€T610
cT6TD
12610
0zZ61D
6161V
8161V
L1610
9T6TV

TreTn

0T16TD
mo“«o
9061
S06TD
womﬁc
aomﬁ<
86810
® L68TD

0€0TY
6202
802N
1,202
9z0zn
§20T0

20029
T002D
00022
666TD
8661V

686TD
886TD
L86TY
98610
S86TO

1861V
08619

V.61

€L61D
TLBTD

0L6TY

S96T0
79610

Nmmwb
880CV
802D
98020

%8020
£802D
[4:4/
78020
0802V
6,020
802D
LL0TY
9,020
§.020n
v.L02n
€.02D

T.L0TV

0.L0TV

1,902H
99020
$9020
%9020
€9020
2902V

63502V

£502D
2s0cy
1502V
05020
6%02D
8%02H
L%02D

7020
002D
6€02n
8E0TH
LEOTY
9€0TD
SE0TH
veozn

@® TS12d
® Ts1en
® 0S120
o 6vien
@ 8¥1Zd
o Lyiey
® 97120
@® Sv12d

E€¥12D

0%12d
6ETZN

[
[
[
® B8€ITH

® 8012V
®
9072Nn

[
® €012
® <T012d
ToTeY
0072

86020
L602V
96020

v602Y
€602

V1220

orzen

S0TeY

R LDWIDE

erbDeBe

0672
6872n
88T2N

98129
@ §812n
7812y

® 2812n
[ ]
e 0812n

6.12D

9872
S§§T2n
® SV
® €S120

O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 38

0,22V

922D
€922

c9zen
19220
09220

8G2T0
LSzen
9G62TH

082ZH
é¥vcen
8%220
Lyeey
9%2TH
sveen

veed
Tveev
oveen

8ETTH
LETTD
9€TTN

YETTH
€€TTN

Teeen
0€TTH
6ceen
82TTH
Leeey
9222

2eed
€22
2eTTo
Teeed
ozzen
61220
812TH
L122H
912TH

@ Oovecy
@® 6€ETO

0EETH
62€Tn
8CETY

3

LTETY
9T€TH
STETH
viecy
€T€TD
zreen
@ TTecTy

@® 60TV

cogzn
T0€TD
00€TD
66220

¥622d
€622D
zecen
rTecen
06229

80¥2n
Lovey
90vey
S0¥2D

€0%2D
coven
Toven
00%2d
66€CD
86€2N

96€TH
$6€2D
v6€CD
£6€20

T6€TH
os6ezn
68€TD
88€TY
8gen
98€TY

mwﬂmu
08€2D
6.LETD
8LETY
hhﬂﬂ«
v.L€2D
€LETD
zLeTn
TLETD
0.L€2D
mw“m<
S§9€TD
¥9€2d
€9€TD
T9€TD
ﬁwMNU
GS€TH
v9€2d
€9€TD
(414 4
T9€2D
08€Td
67€CH
8vezn
oveey
SveTd
vveen
cveed
TvETH

S.¥20

5744
8e¥TN

9EVTH

vevey

|
F

82¢¥%TH

)
-
<
N
o

8€SCD
LESTN

® S€SsTd
vesey
€esen

0ESTY

852N
L2820
92SZH

zesen
12920
025D
61520

L1520
@ 91ScTV
ST1S20
@ 7visen
€152V
21520
11520

[ ]
8052ZD

® 90S2n
50529

€052y

°
T0S2D
00520
66720
86%20

96%20

z6even

06%2D
687N
88%CD

98%2¢D
¥8¥%CH
£8%20

18%CH
08%20
6.%2n
8L¥%TV
LL%2n

® So9zn
v09zn
€092

o zo9Ty
10920
0092V
6652D

§692D
¥692D
£€692n
692D
16920
0682V

L8STV

® §8STn

1852H

6,920
8152

91929
§.92D
v.92D
® €.S820
cLSey
TL920
0482
6992D
8952n
995eV
S95eV
vosey
mwmmb
@® 09s2V
65520
89920
PAsiErad)
95920
§592Nn
o wssen
mmﬂmc
8792
LYSTY
i)
¥¥sed
€¥52D
TvSev
0¥5ed
6€5CD

cLozn
TL92D
0.L92V
69929
® 8992

® 99920
S992Y
79929
€9929
2992V
T992H
0992Y

89920
® LS9av

£5920n
25920
19920
05920
6%920
8%92D
L¥92n
9%920
® S§¥92D
v¥92D
€%92D
2%92d
® T¥92D
® 0%92D
6€92Y

Lg9zn
9€9T0
SE9TY
veoTy
€€9TD

T€92H
0€92D
6292n
82920
12929
92920

61920
8192
L1920
91920
S1920

€7920

60920
80929

CELTD

0€.LTD
62.LTH
8c.LTn

SeLTY
veLen
€2LTD
2TLTD
TeLTy
ozLen
6T.2D
8T.2D
LTL2D
9T.LZD
STLTO

CT.LTD
1LV
0T.LZD
60.L2D
80.LZD

90.L2V
S0.Lev
%0.2D

1020
00.2Y
66920
86920

96920

%692
@ €£€692D
2692H

06920
@ 6892n
889ZD
@ .892n
9892
78920
£892D
e
L]
0892n
6.9CV
8.L9T0
LL9TH
91920
S.9TV
%.92D
€L92D

® §S.20

(47X

0S5.L2Y

()
LELTD ®
®
[ ]

L

£0620
20620
10620
0062V
668CY
8682N
6820
96820
S682D

6,82V
8.82N
L182D
982D

04820
698CH

S982n
%982
€9820

23S RIBOSOMAL RNA

10%

e Molecule 23

10%

63%

24%

Chain DB

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 39

€21

0z1n

L1TD

® €110

TT1V
0TTD

L0TD
901D
(o) %o}
YOTY

< 0 © N~ o - Nm
© © O oS~~~
oo o o
C<b< bb<w<=

® <201n
® 10TV
e 0010

160

Y6V

S0TH
vocy

66TV
8610
L6TY

€810
28TV

6.10
8.L1D

9.1V
SL1D

T9TV

6STD

95TV
SSTV
vS1n
€970
@ <CSTv
TST1D
0STN

L%1D
544 4
S¥10

® €¥I0
® <Tviv
e 1¥ID
® O0¥%ID

8€TN

8920

6220
82T0

L]
laa
§2T0
veen
{44 §

S.20
¥.L2D

TL2D

89¥%D
L9¥%D
99%V

vesn

T€SD
® 0€sd

8TSY

9ZSY

¥2sd
€290
cesy
1280

6730
819D

STSV

€TSY

1180
0TS0

@® 80SV

LOSV

® ¥0SV

[0} )

€87V

8L¥Y
LLYY
9L¥%D
SL¥D

TLYV

69%D

€040

669V

169D
969D

8Y.LD

vvin
eV.LY
TvLY
win

8ELD
LELD

9z8n
Se8y

L180

7180
€180
2180

@ 8.8V

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V4H

wwPDB X-ray Structure Validation Summary Report

21010

0TO0TV
@® 6001V

L00TD
90070
S00TD

200TD

Page 40

9ETTD
SETTO
YETTV

TETTD

meﬁu
mﬁmﬂu
12110
0ZTT1D
6TTIN
8TTTID
LTTTD

®
€110

1TV
0TTTD
60TTD
80TTN
LOTTD
90TTD
meﬂD
e 10110
® 00T1D
® 6601D

[ ]
® L6010

3

L]
@ €601D

16019
0607V

980TV
%80TV
€80TN
® T801n
@ 180110
080TV

LLOTV

86TTN
L6TTD
96TTD
S6TTD

€6TTD
@® 611D

06TTD
68TTV

® /811D
98TTD
G8TTD
y8110

811D
8110
08710

@® 8.11D
LLTTD

@® S.L1TV
vL110
€LTTN
TLTTD

® TLI1D

69TTV
89T1D

99T1D
SOTTV
v9T1D

0¥T1D

6ETTD
8ETTD

vSCTY
® €STIV

® 0821
® 6%2¢In

S¥CID
vvery
€%CT0

ovZIn

|

@® 9€T1d
® G§eTId

0geTY

ST1CTD
vIcTy
€1CTY

v0TTVY
€02TNn
20zTH
10210
00210
66TTN

8CETV
LTETY

SceETN
® PCETD
€CETD
CTETY

0ZETD
6TETD
8TETN
LTETD
9TeTN
STETD
Y1€T0
€TETN

e TIED
0TETD
60€TD

LOETY
90€TD

COETY

00€TH
662TD
86CTD
L621D
96219
S6CTD
v6cIn
€621
261D
16210
06210
68210
88CTH
L8TTV
98CTV
S8CTV

€8CTD
821N
782TD

8.TTD

v.L21V

LTIV

@ 0.210
69CTV
89CTV
L9zTn

@ T0¥1D
00¥1Tn
66ETD

@® S6ETV
v6eTN

TeETN
06€TN

@® 88ETD
L8ETY
98€TD

Y8ETY

T8ETD
T8ETD

6LETN

SLETN
v.LETD
ELETY
cLeTNn
TLETD
0LETD

89€TH
LOETY

T9ETD
09€TD
6SETV
8SETD

9S€TD
GSETD
YSETY
ESETY

TSETD

8%€TD
LYETY
9YETD

LEETD

@® CEerd
TEETD
0EETD

29%10

LSP10
9S¥TD
® S§S¥1D

€SPTV
[4siA%)
1S%10

6771D
8¥¥1D
LYY1D
9%¥1D
SYP1D
4445
€vPINn
(4445
15445
(074490}

8EYTN
LEVTO

EEVTIV
CEVTD
TEVTY
0EYTD
6271D

445
STYID
® ¥T¥1d

[444%)
134725
(4444

8T¥TD
LIPTO
9THTD

14525
EIvIV
e IIvin
TP

60710
80%TD
LOYTD
90¥10n
S0¥TN
70¥10
€0VTY
2oy

62STD
8CSTV
L2STH
92510

@ ¥eSId

LTSTD
9TSTD
STSTV
¥1S1D
€157
[as) ]
TISTD

80STY
LOSTD
90STN
SOSTV
Y0STV

COSTY
TOSTD

@ 66¥%10
86%10

® 9671V
S67TYV
vevIv
® €6%1D

® 0671V
681D
88¥%10
L8%T0
@ 98%In
S8YTIN
78710

28¥%1D
8710
08%10

8L%1D
LLYTY
9,710
® S.L¥1D
2N

TLYTD
0L¥TV
@ 6971V

L9%10

S9%1D
1245
€9%10

TBSTD
T6STV
06STV
68STN

98STV

€8STV
T8STD
® T18STD
08STV
B6LSTYV
8.STN

G9STD
%9510
€95TN
29sTNn
T9STD
09STD

LSSTD
9895810

¥SS1n
E5STV

TSSTV
0SSTD
6YSTV
@ 8vSTV
L¥STD

SPSTY
YySIV

zvsTn
ST
0%S1D

[ ]
@® 9€S1D

veSTn
€ESTD

TESTO
0€STD

T
T991Nn 8TLID
T991D LTLID

09910 92410
65919 STLIN
8G91D TLID
15910 e €z
99910 TTLIV
G891V TTLTD
wmm.g 0Z.L10
TS9TD 8TLID

R LTLTY
891N
VAL y1LI0
9%910 L eTL
S791D CILIN
%910 TTLTY

| epotD 07419
f42°21%) 60LTN
79TV 80LTD
8€9TD SOLTV
LEITV vom.ﬁo

TOLTY
mmmﬂu
¥z91n 16910
€TITD 0697V
| | 6891V
LT91D 889TN
9191V | 18910
| | 98910
€T9TD G89TD
CT91D 891D
TTI9TD €89TN
0T9TV T89TH

| 6091V 18910
8091V 08910

6L9TV

89TV

LL9TV
€091V 9L9TV
= e
T09TD
00910 €L9TD
66570 R7C1A A
86STV TL9TN
LBSTY 0L9TD
96STV 6991V
S6STO 8991V
6510 L9919
E6STV 999TD

€6.L1D
TBLTD
T6LTV

68LTYV
88L1D
L8LTY
98LTYV
G8LTYV
v8LIV

T8.T0
08LTY
6LL10
8LL10
LLL10
9LLTD
SL.10
YLLID
TLLIY
TLLTD
0LLTD
mwmﬁb
99.1D
S9.10

TILTY
T9LTD
09410
B6SGLTYV
8S.L10
hmmﬂ¢
TSLIV
TSLID
TS.T0
0S.TD
8%.LID
AR
VLTV
SPLTY
YrLIV
€vL1D
(4740
0%L1D
B6ELTY
o selD
LELTD
9€LTN
SELTV
TELTD

TELTD

S981N
79810
€98TD
29819

8981V
LS8TD
958TN

7981V
€981V

8¥8TV
LY8TY
981D
S¥81D
%810
€¥810
c¥81D
81N

8€8TD

€€8TO
CE8TO
T€8TD
0€8TD

42810
9281H
§281N
¥281d
€28T1D
2T81D
1281V
0z81Nn
6181V
81810

71810
€18TD
21810
T181D
0T8TV

€081V
08TV
TO8TV

66.LTD

L6LTD
96,10
S6.LTO
V6LTY

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 41

SC6TO
¥C6T0
€26TN
2T6TH

® 02610
616TY
8T6TY
L1610
9T6TY

11670
0T6TD
60610

906TD
S06TD
061D
€06TD

868TN
L68TD

681D
€681D
26810
T68TD
0681V
6881V
@ 8881D

98810
S88TV

€88T0N
28810
18810
088TN
6.8TD
8.81D
LL8TY
98TV
S.8T1D
.81D
€.81D

TL8TV
04810
698TD

981D
9981V

06610
686TD
886TD
L86TV
98610
98610

1861V
08619
6.6T0
8L6TV
LLETV

¥.61D
€L6TD
CTLETD
TL6T0
0L6TV

S96TD
wmmmﬁo
639619
89610
LS6TD

SS6TA

€561V

T1S610
0S6TD
676TD
876TD
LY6TD
9v6TN
SY61D

E£Y61N

961D

LEBTV
9E6TV
SE6TD
v€61D
€E6TD
CEBTY
TE6TN

99020
$§902D
79020

§502D
vs0cy
€502
[4=(e74 4
TS02Y

8%0¢H
L%02D
9%02d
S¥02D

€%02D
zvoTy

0%02D
6€02n
8€02D
LEOTY
9€02D
GE0TH
veozn

2e0ed
Teoey
0€0ey
620D
802N
1,202
9zozn
§202Dd
¥2ozd
€202

ozozy
6102V
81029
L1020
9102n

102D

010D
6002V
80020

2002
T002D
0002D
66610
8661V

(o) 40
®

€0720
20Ted
T2V
® 0012D

86020
1602V

16020
® 060CV
68020
880TY
1L802H
9802Nn
§802N
78020
€802D
2802y
18020
0802Y
6,020
8.02D

§5.020
v.02n
€L020
2.L0T0
TLOTV
0.L02Y

902D

9812ZH
s812n

7812V

@ <78ien

91V
€912

e Ts1en
@® 0S120

@ 8¥1Td
L]
@ 97120

4434
L]

19120
0%12ZD
6e12en
8ETTH

9ETTD

[ ]
@ PVeICy
°

6¥cen
8¥ced
Lyeey
9¥TTd

v¥cen
€¥cen
eveed
Tveey
o¥zen

8€CTH
LETTD

§€TTH
veeed
£ETTN

rTecen
0€TTD
6zcen
82TTHd
Lzeey
9zgTed
segeey
vceed
€22TH
aeeed
T2eed
oczen

L122D
912D
S12TD

® €1een
(4344

otrzen
6022
8022D
022D

)

® €ozen
c¢ozen
T02ZH
0022d

L6120
9612D
se1en

cetren
1612V
0672
68T2n
88T2Nn
872N

€T€TO
zreen

90€TD
so0€en
70€2D

T0€TD
00€2D
66220

® .eaay
96220
S6220
622D
€62CD
z6Ten
16220

88TTY
1.8TTY

S82CO

meN<
z9zen
19220
0922d
65220

Lszen
952TD

€522

3144
® 0S2ed

8LETY
LLETY
9.LETY

v.e2d
€LETH

TLETD
0L€TH
69€CY

S9€ZH
¥9€2d
£9€2D
29€TD
T9€TH
09€2D
69€2TD

¥seecd
€G€TH
cSeTy
TS€CH
0G€TD
67€TH
8veTn

9vETY
SYETH
vveen

Zveed
T%€TH
oveey
6EETD

TEETD
0EETH
62ceTn
8CETY
LTETY

veeen
€2eTH
[44%4 §

61€TH

LTETY
9T€TH
STETH
viecy

P47
[4%474)

o¥¥ed
B6EVTY
8even

SEVCY

8C¥CH
L2%2D

€cven

1474
0zyed

91¥2d

(4574
TI%CV
[5743)
607D
80%2N

® 90%CV
S0%2D

€0¥2d
® <2o¥en
Tovzn
00¥2d
66€TD
86€2N

96€TD
S6€TD
v6€2d
£6€2N

T6€2H
06€2n
68€CH

[
® .8gtn
@® 98€TV

T8ETD

08€2D
6.L€TD

visen
€152y
21520
11820

80SCD

9052n
S0S2D

® 10S2d
00820
66%2D
862D

96¥%20

z6ven

06%2D
68v2n
88%2D

78¥2d

18%2H
® 08%2d

89¥CY
L9%20
99%20
S9%20
v9¥Cd
€9%20
29%2d
To%CV
092N

® 8S¥%¢d
Ls¥ven
982D
SS¥CD

174
0S¥ey
6vven
8vvey

44744

8.5TH

¥.92D
€.520
cLSTy
T.520
0.452D
6952D

SESTH

vesey
€ES2N

918CV
STS20

6%92D
8%92D
Ly9zn
9¥92d
SY92H
® ¥v9Th
€%92D
2v92d
T992D
0%929
B6E9TY

Lg9zn
9€92D
SE9CTY
veoey
® €€920

T€92H

6292n
82920
L2929
9292d

+

81929
L1920
9192D
ST92N

£€1920

0192D
60920

@ So9zn
70920
€092

T092D
0092V
6652
8692V

L

76920
£6920
692D
692D
0652V

85TV

@ ¢§852n

T852H

2T.LTO
TT.L2V
0T.LZ0
60.2D
80.2D

90.L2Y
{o0ka 4
70.L20

T0L20
002V
66920
86920

96920
692D
£692D
2692
16920
06920
68920
88929
892N
98929
S§892D
7892n
€£8920

18920
089zn
6,92V
8.92D
L192D
91920
S.L92V
V.92
€192
c¢Lozn
TL92D
0.L92V
69929
89929

® 99920
S992Y
79929
€992

T992H
0992V
65992D
89920
L1592V

e

€9920
25920
19920
0592n

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V4H

wwPDB X-ray Structure Validation Summary Report

Page 42

8L.LTY
LLLTD
9L.LTY
S.L.TH
V..20
€LL20
CTLLTD
TLLZD

69.2n
89.2n

S9.2v
092D

652D
852V

® S§S.2D

€9.2V
[AVka]
ﬁJmNo
L%.L2D
ov.L2n

ev.Len
[42k43)
1572xa 4
[02%4 |

8E.LTV
LELTD

SELTD
YELTY

® TEeLTd

0€.L2D
62.LTD
8c.Len
LeLey
ozLey
seLey
veLen
€2L2D
2TLTD

ozlzn
6T.LTD
8T.LTH
LT.LTO
9T.L20
ST.LTO

T¥82D
0%820
6€8TH

LEBTY

SEBTY

T€82D
0€82D
6232V
828CH

9282y
S28TH

228TH

L6.2n

S6.20
¥6.2D

® 06.2n
682D
88.L2D
18.2D
98,20
S8.20
¥8L2n
€8.Lan
28.LTH
T8.LTV

20620
T0620
0062V
668CY
86820
16820
96820
G682

€682V

68820
88820
188tV
988TV

78820

288CY

08820
6,82V
8.82n
1,829
91829
§.820
.,820

082D
69829

§982n
%9820
€982D
982D
982N
0982V
69829

50S RIBOSOMAL PROTEIN L25

15%
<
ol

18829

£4982D
2S98¢H

6¥820

e Molecule 24

9¥82D
S¥8en
¥¥82D
€%82D

929a
SOA

€91
2oL

16%

it

€93

0SKW

8¥I
LYA

sva
Y¥H

53%

6EY

Led

o)

N

—
-

50S RIBOSOMAL PROTEIN L25

Lzd
9zd
Sey
e waN

[se}
3]
<

30%
[
00
=

oV
SN

Iq1
-

cd

Chain BV

9% .

~ o -
m-ww
> =

55%

vev

681
88H

981
S8)

@ €8
L]

28%

T8d
08H

~
~
=

o
e Molecule 24

35%

Chain DV

SOA

€91
2oL

L]
S

0SKW

®
$5
x>

3
=

[ )
<
- A

oo
o W oo I —
@ M I
[ 5] =

621

LN ]
o ¢ W ©
AN
< = X

—
o
~

o
(3]
=

614

e vId
o
e b

e Molecule 25

(058
64
8A
L3
oV

®
IIQ’1 II
N

W

€64
(47N
® 164
e 06Q
681
88H

S84

50S RIBOSOMAL PROTEIN L2

€8
T8A

LLA
9.a

N o
~ S
=

~
oo}
o

5%

31%

44%
50%

12%

Chain BC

[
<
&

9%D

<
<
=

S
=

el
o¥d

-
b

[
)
IS
oo

el
o
=)

®
<}
IQ

000000
oo
- g
==

o w
g 3

®

o
=
o

00000
0 Q> 00
O X aE®n

®
[
=

6TTA
811D
LTS

@ 6071
® 801D

® 907d

Y011

COTX
10174

L6d
9634
S6A

pad <
oo} i3
[55] A

28
/e

©0 ~
~ N
==

SLY
v.Ld
€LI

TLd

S8TV SPCl
7818 | wven
€8TA gved
T8TA CYCH

CETY [45)
Lorem 1611
0€Td 06TL
8CTL 8874
LTI e 1810
® 921D @ 981d

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 43

8924

50S RIBOSOMAL PROTEIN L2

e Molecule 25

6%

27%

49%
48%

17%
° o

— N
=
ao

Chain DC

[
o
0
=4

~
n
o

oD
SYN
a2\

LES

IQ‘I
[}
=]

Ted

(X X ]
M WO~
ISR RS
Am KO X

o000 0
[
I
=

)
=
=

R
S| e

STA

000000OCO
o

0 o

B0

o
=

€CTI
(494
12TV

L7118
® 9110

261
T6Y

63N

984

¥8d
184

YLd
€LI

69N

894

193
® 994
o 89q |

7oA

® 19X

0STH

0000
~
©
N
=

50S RIBOSOMAL PROTEIN L3

e Molecule 26

52%

5%

30%

52%

13%

Chain BD

S6S
760
€60
26N
T6L

684

08TA

® 8LIA
LLTA
® 9.1a
SLTT

® €.10
TLIN

€9T1D

29TV

o e [ ]
DO+ M © o
< 10w 0 W 0 ©
=] — =
=MD I x

L%1D

€¥1d
(4498

000000OGOO
~
)
=
w

°
o
@
-~
<

9TIN

4%

(4498

602V
® 80Td
L0TA

70T

{4y

@ 861D

® 961V

50S RIBOSOMAL PROTEIN L3

v61d

e Molecule 26

48%

29%

51%

17%

Chain DD

® TN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 44

o = [l w
0 0 % £
=M\ <

w ©
N~
<o

o 0000 o000
N
N
&

[T} )
© ©
<< <<

LN )
N ™
© ©
X oA

€¥1d

50S RIBOSOMAL PROTEIN L4

e Molecule 27

46%

5%

27%

47%

20%

Chain BE

o 0 o
< 0 ©
= 0 =~

0

oM o S0 [ =]
N o 0mo [ R
A S <

8CA
121

L]
Sgd

€cd
cea

® 614

e Ll

©
3
Iu

[
e ¥iA
o

3

[4qxcs
TCTA

S8TY

€874
28TV

08TT
6.L1S
8LTA
LL1d
9.1a
SLTI

991X

50S RIBOSOMAL PROTEIN L4

=
(o]
O
—
=
(]
[}
—
=
[

53%

24%

51%

21%

Chain DE

® O09M

LS

S6S
%50
€GL
2SA
1939

LYY

%!

{474

00

[

©

=
IzI

ovYd

[
- o
o 0
= =

00
= o w @® o
NSRS IS
eAan = m >
000000

X J
<
I
[

STS
27
€TL
e 211
Ty
0TS

8V

kX

N ™ wn
IL'J ’JI’J

€T
® <ctid
® TTIA

@ 6111

® 911d

5%
ETTA
(495}

8011

90T
SOTT
70TV

[4ox:s

884
L8Y

€8A

[

[
=
"

L]
® €874

08TT
@ 6.1S

LL1d
9.1a
SLTI

TL1d
0L1Yd
69TA

991X

T9TV

6STT
@ 8STd

@ 9SIN

vSTa

® 181D
0STL

VTN

(4254
TYIW

9ETD

00000
o )
] ]
— —
IxI<

62Td

1274

ol 102y |
@ 0021
@® 66TH
@ 8674
[ ]
® 96TA
[ ]

50S RIBOSOMAL PROTEIN L5

® €6TA

e 161d
°

68TL

e Molecule 28

L]
L8TA
98TA

27%

49%

27%
23%

Chain BF

O

R LDWIDE
PROTEIN DATA BANK

W



4V4H

wwPDB X-ray Structure Validation Summary Report

Page 45

€93

sy
TSN

8%1
L9

44l

7a

® 6EA
8€D

[
© I~
o)
==

n
™
s )

®
I
H

00
[
o
2

® 8¢

sa
¥H
€1
[&8

S6N
764

e Ted
0671
681

50S RIBOSOMAL PROTEIN L5

® 980
S8D
e %8I

78D
® 08d
6.4

YLy
® €A

T
0.4

e Molecule 28

894

S9T
¥9d

8LTY

e Y.14

0LTY
6911

LITV

S91D

€974
291d
1918

6GTV

SGTI
PSTL

o
0
- -
o A

6714

® O0%1L

8€Td
® LET4

® GETI
eI
€ETH

8CTS

21%

48%

32%
28%

Chain DF

8%1

07D

6EA
8€D
@ LEW

SET

® €€l
(4’8
e Ted

8¢d

9zb
SCH

(]
€¢s

6Td

[
Lo
-~
IIIIIL‘J

®
<
>
B

— N m
N~ o o o
I>.‘xol>>x

]
=
==

€1
..

TeTd

9111

90TV

T0TH
0073

864

96M

269D
Ted

T
eLs
69V

o < W0
© © ©
Mo

[4:li]

@ 8L1X

9LT4

8911

9974

7913
® €973
291a
1918

65TV
89TL
LSTL
9GTL

50S RIBOSOMAL PROTEIN L6

(4498

e O0%II

e Molecule 29

20%

56%
oS w0~
e

27%
23%

Chain BG

oM
09D

€4d
[4=p
@ 184

9%

YvH

o
NS
I*‘

[ ]
wa
ovA

L

9€1
SEL

[
EeT

w0
4

[
-~
2

2011
TOTA
00TN

T6A
06D
68A
881

S84

1

6LL
8LA
LLD
9.1

VLN

TLT

69V
894

991
S99
7oV
® €90
[}

16%

56%
o oo

©
[}
i

27%
27%

50S RIBOSOMAL PROTEIN L6

e Molecule 29
Chain DG

(X J
w0
0
=

o o
o0 (’)8
() =
[ ]
ool o
0 o 0
II.J II >~

o

o <
a N
H B

[
@ gy
H = =

S1d
YIA

{434

[
o N N
SN ENS S
Ad == >

0TA

hd [l ~ o
©n = A -

€11a
CTTA

9071
S0TS

€0TN
2071

00TN

0 ©
a O
< <

©
i+
=]

78d

89
084
6LL

g
~
=

9.1

894
L9V
991

7oV

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 46

® 9.1
SLTH

®
0
©
=
a

LSTH
9STA
SSTd

50S RIBOSOMAL PROTEIN L9

€STd
@® 2ST1d

e Molecule 30

16%

56%

28%
27%

Chain BH

ToA
094

891

95V

91
€94

TSy
0S4

8vd
AL

0%l
B6EV

c¢ed
TEA

8CTH
273

€CTH

TCIA

9TTH

4958

@ OT7A

80TA

50S RIBOSOMAL PROTEIN L9

e Molecule 30

X
©o
—
N
[e)]
n

R

S B
o~
=
o=
o]
<
o

SOV

8CN

oV
SCTA

€V

[
©
<

S8D

€834

8Y

ELN
LI

—
~
i

~
©
=

o 6v1d |
8¥TV
LYTA
9¥TA
STIN
PIA

8ETA

9€TS
SETH
YETA
€eT

® <2¢tld

praxce
9zZTd

50S RIBOSOMAL PROTEIN L13

e Molecule 31

27%

56%

55%

. 14%

Chain BJ

(a4
e I¥i
@ OVH

voTV
€0TI
20oTd

664

® 964
®

vev
€61

e OVl
6ETA
8ETH

50S RIBOSOMAL PROTEIN L13

SETD
vewv
eeTyY
CETH

e Molecule 31

48%

30%

52%

. 14%

Chain DJ

O

R LDWIDE
PROTEIN DATA BANK

W



Page 47 wwPDB X-ray Structure Validation Summary Report 4V4H

00 o o000000 o o (N X J (] e oo o000 oo

o < ©O N~ 0] bl < ~ oMW N~ =3 0 o0 — < w0 © D
- — had ol el alb= N N N Mmmmnmamn m M #‘ < w0 w0 W W0 wn
= ] AE>>>A=Ee 2} o A< de oD SAB0AMHHS> <
e oo (] e oo 0000000 0606 6 O O O o oo o0 o000 o0 o o0 o

O AL ONNDNOHNMF W ON odq

[N ® N oo OH NN YEION VPO AT NMIWORNNOOOOOOOO0O0O Ao oot ISESH
©0 © © N~~~ ~ <} 0 00 00 5 W 0NN RD L e ~ Al i =il o v o -~ ~
=< x M > = THOOHEBICSFLHdHEHSEcAdad>HEHS>XxOE daMOA dJO @< =4
e o o oo oo o [}
m © D O o0 © el o
N N N ™ o 0 ™ <
ol -~ Pt — S
X < [T < ocno=a

e Molecule 32: 50S RIBOSOMAL PROTEIN L14

35%
. e —
Chain BK: 18% 54% 24% -

o0 o [ X} L) (]
=] o ¢ © <0 Ok ®

N MY LWON~ 0D g Q 0 m oMM o
HORMCOBE=Ad=> X = Eo = SaH
e o oo o000 o0 o ()

-
o B © 0o ol o @ W~ 0 S o
© © 0 O ©©®© @00 0 D @© Y RN b
= =T~ AB =< O = HB E & H o

e Molecule 32: 50S RIBOSOMAL PROTEIN L14
20%
. ..
Chain DK: 27% 48% 23% -

[ ] e o ° e o o [} [}
- © N M YW © @O oMW © Ko N ™ e © oo
W © N — I} o000 R IR A B 019 0w © 0 ©Q
mo e = < (3] RN HH X A B &< S >N NBA ===
[ ] [ ) [ ] [ ] [ ] (N ] [ X ) [ ] (]
o N 0 N O — N < 0 © 0 o i
© N oo o © © I~ N oW 0 o Se o OO ddHH o = NN
© ©© O~ ~ © © [N @ O = e poIR-papaipag.s | RS IRRY - hEgREg S| B
B~ | = o | mMoaH & H S A EnMXLEKHH®RA <A
e Molecule 33: 50S RIBOSOMAL PROTEIN L15
61%
Chain BL: T o - %
aln . 15% 44% 33% 7%
[ ] 000 000000 [ X ] [ ] [ ] 00000060000 0000000000 O o000 0 00000000
o™ - NS W o =3 < 0 © oo <+ w0 © ) ® oo
= w0 pag it AN NN @ R RY] o 3 s & & 0 10 0 0| Q
=B (SR 70 @O HB 0B =] [T X 0 [LNS [ZRCN) B
000000 O00O0OCGOCO [ X N X J [ X ) @ [ X X X ] [ X X X J [ X ) [ ] [ ] [ ] [ X X )
o N~ N ™ w bl
0w OMloO dN®MEWON~0NO Bl © | 0 © S o o o o N
QOO QELEERENNENNN®Q®EIo © [0 © o o= - pagpag ) —
MEOh eRM<<HBE<BA®EJINAE< w5 S = <= H A o< A< ol 3]
[ ] [N X ] [}
o DO ANMYW OO
N N@O®OOOH®MOmnonF S
o P R g L R R
=BT Mosm<<sHREE<O XA

e Molecule 33: 50S RIBOSOMAL PROTEIN L15

62%
. e ———————————————
Chain DL: 19% 41% 28% 11%

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 48 wwPDB X-ray Structure Validation Summary Report

4V4H

[ ] 00000 900000 00000 [ ] 00000 0000 [ ] [ ] [ ] 0000000000000 OCGCOCGCGFTS
(2] o (3] © N O - oM < WO~ © N~ o O © w0 O
[} ~ o o oN N mm gmmmo’: < < 0 w0 n W
< 4 (&} H (4] B O IO = O 9 N
[ X ] 00000000OCOGCO [ ] [ ] [ ] [ X J 000000 o0 [ ) [ ] 000 [ ]
— (32} n O N ™M ~ o
— N m O N~ o n 0 00 o — <+ W0 © o oM < W (2] o o o o — — N
© © © © © N~ N~ N~ N 00 0 00 0 00 [} o O O () — — — o - ~
[ ] [ ] [ N J [ ] [ ] 000 [ X ]
N m N M 0 o (v}
NN o« oM o < <
SS9 @ okl <
=m0 o< <t (] 53]
e Molecule 34: 50S RIBOSOMAL PROTEIN L16
54%
Chain BM: 18% 46% 30% 7%
o000 0 [ ] o000 [ X ] [N X ) [ N ] [ X ] 00 [ N ] [ X N ] ) [ X X )
o w © o o W oo~ N M N~ oO-HNMmS WwWoON~INo o o
- n O o] — o N NN NQNMMmMHMM (3] ESAES S A S S RS TS 0w n ©
= X o x == (L= = O [EAN LR, B VR L I o gABE<xxOoOHMK ~ e = o
0000000 o [ ) ) [ X ] [ X ] [ ] [ X ] o000 [ X ] [ N ] [ ] [ X ] [ X ] [ )
— N ™M N~ o~ < © [©oNe]
N M < W N~ oM T W0 O~ N M o = N [Te} [} [eeiNe) o o ~ ~ =1 — N
O O © © © [ Sl Sl S o 0 0 [ Ne) (=} [} o — — — — o
MoH = - = H B XA =0 [ - o = > O > = u:I<I.-1<
0000 0000000
< © 0 < ©
N N N o) o
dggaq 2@
=} —H = = =
e Molecule 34: 50S RIBOSOMAL PROTEIN L16
50%
Chain DM: 23% 51% 19% 7%
0000 ) [ X J [ )
< W N~ oo — N
oN 0 W n W w ©0 O
I-—'l l—'ﬂ:l>&ﬂ-‘l T X
[ ) ) ) [ ] [ )
NM < WO~ [} o
<+ W 0N~ o o o =1 o~
© O © O © o o — —
IBH!I:>|& oo o< =) B4
0000 [ ] 00000
wn 0 N N M S WO
N NN mmmnamaom
da@cd@acsdan
Iﬂq = e HX B> =
e Molecule 35: 50S RIBOSOMAL PROTEIN L17
52%
Chain BN: 20% 57% 23% .
0000000OGCOGS 900000 00000 [ ] [ ] 000 [ ] [ ] [ ] [ ] [ X K ] [ ]
] W © N~ * o NI ~ oo o Bl © =] O FWON®ODNO A NMS 0 —
n N~ — o= — N N NN o NN o (2] oM << V‘v‘@‘ﬁ‘ﬁ‘ﬁ'ammlﬂmm n ©
B (&) ~ [0 =- < = Q== 0w A > = = Ao |25 I R A H B A [=] <<
00000000OCOCO [ ) ) [ ] [ ) () [ ) 0000 [ ) (] [ X ] [ X ] [ ) [ ]
o o0 © W o O N~ 00 o, — N
o m w0 N~ 00O O o~ N M~ 00 OO N oo ~ [} N M ©O N~ o o o o o O O o o N
© © © © © O~ N~ ~ NN~ N O 0 0 0 00 [*) [N} O O — — - - o o o
= m P} o< @ [=] = < X 3 M [Zi ) ~ o 172} S O /g oH A v "< a < =< [=--]] o<

WO RLDWIDE

eP

PROTEIN DATA BANK



4V4H

20%

60%

wwPDB X-ray Structure Validation Summary Report

39%

19%

e Molecule 35: 50S RIBOSOMAL PROTEIN L17

Page 49
Chain DN:

09A

[ ]
85d

9S4

e ¥S1

191
0S8d

87A

v
i
44!
€vd

0¥y
6€d

LEL

® Sex
Yel
€€1
oeyd

8¢1

S.I
2k

26%

47%

54%

25%

e Molecule 36: 50S RIBOSOMAL PROTEIN L18

Chain BO:

® 9T1d

Y110

(4958

OTTY
60TY
801

9071
SOTV
701D

€0TA

<+ ~
Y o

264

o
i
=

50S RIBOSOMAL PROTEIN L18

L
[
® 8L\
L]
[J

15%

55%

56%

26%

e Molecule 36:
Chain DO:

o0
-~
0
<

o n ©
) 0 0
= .m&-

® 67A

® L¥A

® G¥s

@ EVN

B6EA

€€H

=3

0000000000
0 ©
A
= IIII IIII

o M
o

@ €Ty

LT8
e 91d
e STd

[

o - am
D o
g o

~
~

lwml
X w0

-
=

L1174
® 9T1d
STT1

(43}
1114

60TV
801

9011

e ©OTD
® €0TA

10%

38%

40%

48%

11%

e Molecule 37: 50S RIBOSOMAL PROTEIN L19

Chain BP:

TSN

Yy

LEX
9€%
CTEA
TEA
8¢y

@ 0Ty

® 8IS

® 9TA

1]
® €M

-
= M < WO~ o) -
©n HHXOA (=4 N<g

@® 6071

90TY

661

€63

D
—
3
&
=
=
©
z
[a W
—
=
=
O
n
@)
=
aet
[9p]
=
10
-
™
<)
w0 g
(]
<)
3
=
[ ]

® €91

=
-
i
a
:
3

4
Z
=
@
<
=
<
a
Z
w
=
o
.
a

w_ 0



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 50

54%

11%

34%

37%

17%

Chain DP:

® 8Sd
® LSV

@® SSH

e 9%A

@ O0eEM

®

@
S
X

000 0000
2] 0
- q Il
o =4

®

~
—
o

-
~ pay
=} o

Y1

[
o
= II

o000

IIIII“’w
© ©
H ®n

—
©n

LOTY

e 1073

661

® L6k
® 961

vev
® €6}
@ c6d

68D
® 88"

983
® S8A

® T8S

SON

e Molecule 38: 50S RIBOSOMAL PROTEIN L20

22%

57%

44%

19%

Chain BQ:

T9I
09M
681

LS4
9G4

4L
€94
[4:1|

0S84

LYY

S

4]

o
[
IQ

9111
STTV

ETTA
® ZCIIV
® T

60TA

[
LOTY
90TL
S0Td
vo1v
€0TA

0074

®
o
o
I>

161

®
©
<
a

S6V

o 883
e .
ol o8s |

S8V

® 281

e Molecule 38: 50S RIBOSOMAL PROTEIN L20

6.1

18%

59%

47%

19%

Chain DQ:

[ev
81
LA
9D
i
o
€A
(4

e Molecule 39: 50S RIBOSOMAL PROTEIN L21

281

LLY

SLA
LS

TLN
0Ld
694
89V

o909V

79I

191
09M

27%

55%

59%

16%

Chain BR:

e Molecule 39: 50S RIBOSOMAL PROTEIN L21

57%

37%

39%

20%

Chain DR:

®
o
&
=

8EA

S€d

621

<
N
4

114
(4

<
—
=

€14

000000 00000
= 0
= [

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 51

€0TY

00TH

e Molecule 40: 50S RIBOSOMAL PROTEIN L22

96A

3

z6M

88D

00000000 o0
0
s
B3

16%

55%

34%

27%

Chain BS:

® O7N

8EA
LEL
9€T
€eT

T€D

LTH

seyd
e I
€21

IIiI
®
I
©
II:= IIII

0ZA

e 8Td
® LIA

o0
o o
= ~
X >

e Molecule 40: 50S RIBOSOMAL PROTEIN L22

j43

® 1S

e 0TV

e <ci
e

0TTd

8018
L0TA
90TA
s0TA

e 7OTL

o 0II

@® COTH

00TL

863

S6eYd

€6V

® 68V
® 88y

98I
® S8I

08d

9LA

® 991

7oV

® ToN

R
<
o
N
O
N

4

S 5

NS
a
=
or—
o]
S

09H
@ 653
8SV

96V
SSI
i1

[4:tc

0SA
673
8v)

® S¥A

EvY

07N
6EL

LEL
9€T

vea
€T

T€D
0gs
62A
8¢}

144
611

LTA

)
=
o

€18
(4%
e T11Y¥
e 0TV

X
SY

4c
e

01Ty
601a
® 801S

90TA

70Tl

COTH
T0TS
00TL

oo
2]
i

® 961

v6a
£6Y

1

® 68V
884

98I

L X )
<
@
IIII‘” II

188

L

L.a

S.4
LI

e Molecule 41: 50S RIBOSOMAL PROTEIN L23

CLL
TLA
0L}

89d

o
©
[=]

.

BN

o

R

—

o

R

(o))

n
X
O
<

R

m

—

=

o=

o]

mmw

09L
6SN
8SA

~
w
I>

SSA

€3GA
[4cc
e TG4

673
8vd
LYA
ia )
i

53728
cva

(072’8

@ 8tV

® 9e)d

@ €€l

® 62l
® 8N

@ Scid
e ¥
@ €av

]
N
[

L]
(4

0
&
l:'JI

@ 9TA

¥1d

e T4
e 111
o om

e 6%

LT

o000
3]
H o

® 96A

e Molecule 41: 50S RIBOSOMAL PROTEIN L23

6% -

21%

52%
16% 56%

Chain DT:

@
)
=

0000000
©
0
=]

00000000
oN
~
o

88
===}

0
©
o

e Molecule 42: 50S RIBOSOMAL PROTEIN L24

19T

30%

47%

62%

18%

Chain BU:

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 52

@® <C0TI

0073
66S

764

Tex

S84

€80
T8A

A4

[
2
Ix

9LL

ELN

e Molecule 42: 50S RIBOSOMAL PROTEIN L24

® 69A

® .98

5% -«

27%

46%

55%

20%

Chain DU:

[ X )
o
0
'ml

€50
2SN
19T

128

e ¥¥H

® 8¢l

® <C0TI

0074

e} N~ ©
D D O
2 n =

1631

e Molecule 43: 50S RIBOSOMAL PROTEIN L27

72%

7%

29%

11% 52%
.

Chain BW:

654

® S§sa

L%
® oV
® S¥H
ol whd |
® €%
ol zuL |
o _1%D
ol owa |
e 6gd
o seu |
o LEA
e 9tI
ofigery]

® ¥ES

® OEA

[N )
~®
[N
uml

S
&

@® TtA

®
283
=
~ (&)

00000 00000
N O Wwo
N © o =]
x 0 (SN =N )

-
<

e Molecule 43: 50S RIBOSOMAL PROTEIN L27

09V

5%

25%

53%

64%

16%

Chain DW:

§cd

o <
N
Ix"‘:

114

[ X ]
©O I~
= =
.L""“

(4%

o ~

32%

49%

84
@ €8V

e 18I

08S
@ 6.1
@ 8li

48%

e Molecule 44: 50S RIBOSOMAL PROTEIN L29

YL
€Ld
LD
T
0LA
694

16%

() oo
o
=
%

Chain BX:

@ 0TN
@ 611

®
®
[

9T

0
=]

28

e Molecule 44: 50S RIBOSOMAL PROTEIN L29

—
©
<

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 53

49%

62% 17%

17%

Chain DX:

19V

654

187
981
SSL

€SA

0SA
6%d

9%A
i)
42!
€v1

TvH
oS

8€d
LET

S€D

(434

624

e
~
o
=

[ ]
©
N
[

(4

©
3
'-‘I

e TIA

e Molecule 45: 50S RIBOSOMAL PROTEIN L30

8%

12%

54%

53%

24%

Chain BY:

® vy

SEA

E€EH

ogyd
62d
8T
129
921

<
N
=i

€e1
[4an

oz
6TH
8T}

¥10
€11
(43
118

e o
<+ 10
H X

e Molecule 45: 50S RIBOSOMAL PROTEIN L30

19%

56%

41%

24%

Chain DY:

8Gd

9GA

¢S4

0SA

8YN
LYI
OPH
SH

91

) v

e Molecule 46: 50S RIBOSOMAL PROTEIN L31

34%

o000
3
%]

43%

51%

19%

Chain BZ:

TON

® 95¥
® §SD
%50
€51

TSA
0sa

8vh
L9

€vd

9€EA

[ ]
T}
5]
a

e ¥el

Tea
0€H
62D
8CA

A

o O
—-
.°=

ST1S

0000 000 o
oo
I&&-

698

1,9d

e Molecule 46:

SON

€94
{428

50S RIBOSOMAL PROTEIN L31

21%

56%

67%

20%

Chain DZ:

094

o000
o
o}
~

[ ]
©
r:}
o

® €Il

1

e Molecule 47: 50S RIBOSOMAL PROTEIN L32

28%

51%

61%

16%

Chain BO:

e 8¥A
® L¥A

® S¥a

e oed

e ¥TA

T
018

a
Im

~
A

INm
- o

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



Page 54 wwPDB X-ray Structure Validation Summary Report 4V4H

e Molecule 47: 50S RIBOSOMAL PROTEIN L32

53%
Chain DO: "~ 11% 68% 18%

o o L] e LX) o000 o 000 O o o o000

OHNMTWOE DO O WONODO I NMLLOON QRO o N® S WO =3 <
HNOHWONOR T Ao oA NNV ANNNONO@ONM000F S S re} fre)
<> O0C0CZXARRUXNEUE@m@BIEA< <SEPHNAdNEPAXNPRASHETD @I T HE< AT L] =

e Molecule 48: 50S RIBOSOMAL PROTEIN L33

35%
Chain B1: 16% 47% 29% 5% -
00 [ N ] [ N ] [ N X ] [ ] [ ) [ X ] [ ) o [ ] [ X ]
O - N M WO o N M 0 O N~ N O - N~ o — o] o <
(%] oA o H N o N N NN N m 0 oM < S < n wn

e Molecule 48: 50S RIBOSOMAL PROTEIN L33

42%
Chain D1: 22% 40% 36%

o ° () o0 o000 o
< ~ me ﬂ 5’2 g B‘
= MHX A B0 o > <

e Molecule 49: 50S RIBOSOMAL PROTEIN L34
57%
Chain B2: 22% 61% B 17—
o000 0 o0

oo o
o © o ©
O~ 0 O — — N

e Molecule 49: 50S RIBOSOMAL PROTEIN L34

72%
. —
Chain D2: 26% 41% 26% 7%

S13
G15
T16
L33
E34
P40

by
=

V42

K11

o™ o]
— [}
~ = (3]

R21
M22
R28
Q29
V30
L31
R35

©
32}
<

K37
R39

(N X N J o0 o000 ® 000 00000 0000000 000 o0
O - AamY WO o W0 O~ © o o [Slw

S R k-] IS 00000 o0 < < Sl <

3] SPAaNME=~M0D < @ A ] - = B0

e Molecule 50: 50S RIBOSOMAL PROTEIN L35

66%
Chain B3: 15% 57% 25%
o0 0 [ X X ] 000000 [ ] (X ] 000000O0OCO [ X X J 900000 [ ] [ ] [ X X ]
— oM < N~ oo oo o 0 N~ 0 N M wn O 0 0 o w0 O N~ o — (32} n © 0 O
00000
— (3]
e Molecule 50: 50S RIBOSOMAL PROTEIN L35
63%
Chain D3: 26% 45% 26%




Page 55 wwPDB X-ray Structure Validation Summary Report

4V4H

[ X ] [ ] [ X ] [ N ] [ ] [ ] 00000000OGOGCS 0000 000000 0000 [ ] [ ] [N X ]
< SRal] - Lk JERS R8N BELEI2IIIILEERS3 Bh332383
[ X ]
e Molecule 51: 50S RIBOSOMAL PROTEIN L36
74%
. —
Chain B4: 13% 55% 26% 5%
000000000 [ ] 0000 00000 [ X J [ ] 0000
AR e R
e Molecule 51: 50S RIBOSOMAL PROTEIN L36
79%
. T —
Chain D4: " 11% 37% 37% 16%
[ ] 000 [ X ] [ X ) 00000 o0 [ ] 000000000 0OCOGCOFS

Cc14
K15
116
D20
A29
K32

o <
Mo
e

Q37
G38

<+ w0 ~

e Molecule 52: 50S RIBOSOMAL PROTEIN L11
46%
. T — Coomm
Chain BI: 32% 61% 5% v

00000000 O e o o o ® e (] e o o o (N ) o0o0 [ NN}
o-a WONODO - N®Y WO N 0D N N oMl N® Y WwOR0)oHN®TWON®DO
mtDl\ o o - NN AN o N N N o M M < < & < wn w w w w w w o
o= Ao > CE<SZANAAMDSDASEDDC ES BO mE=SNEAQARHRN-GIEHA SRR
o000 ° ° o o ° e oo (] 00000000 o
o N w ©o 0 N O (3] © - ANm
~ © NOLWON0NO - NMSHWONENO—N®SWoN~MSS oM SO O - =1 ISR
© © M NNNNDN I © @0 D D N [} o O ~ — — - o= — — o
< [ FoA<<> IANM<SOHNMONDSROXAZXAXS Hoace JdoB-H<oHx = H o<
[ X} [N N ) (N X ] [N X ] [ ]
WO~ 0NO o0 0 O N~ 0 D ~
NANANANNNM®M o0 Mmmmmnm <
Ao o e o e e e e e
SR nHEObEcn=od>>EA
e Molecule 52: 50S RIBOSOMAL PROTEIN L11
37%
Chain DI: “6% -
aln . 34% 60% 6% -
o 0 ® 00000000 [ ] o0000 o000 [ ] [ ] [ ] [ N J [ ] L] ()
»OTN®EBON®a O 0 ND LN ® o © N~ - gl o o N M weN 0o
— o ~ =~ — N NN o N N N 0 [ m oM oM < & < < n w w w ww o
< EhoEFIEIBEIEAaAASSRSNBES8R [ENNS) = X | A A HA B H B>
° e 000000 (] o0 () (X} ° [ )
o N < w © N w © N~ 00 N w ©
0w OO " N®MIWON®0OD O WO N Eo o HNnEo ~©n oo oo omo Al a N
© © © © ON~NNMINSN~NNNDNNN I Il ool 0 f ) o O o -~ o — - o — —
AEnk SEHXBAAL<<>JMK HENnBno ML=z X>2OXKH®B®Sod H X A=SEO = o

[ X J o0 o000
0N NOSHWON~ 00O
NN @OO0®OOmnnnF
D I R e e R e i I
HONBO =St =0 A>>HMA

WO RLDWIDE

er

PROTEIN DATA BANK



Page 56

wwPDB X-ray Structure Validation Summary Report

4V4H

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, 90.00° 90.00° 90.00°
. 70.00 - 3.46 Depositor
Resolution (4) 70.00 — 3.54 EDS
% Data completeness 91.6 (70.00-3.46) Depositor
(in resolution range) 93.1 (70.00-3.54) EDS
Rinerge 0.14 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.56 (at 3.58A) Xtriage
Refinement program CNS Depositor
R R 0.279 0.331 Depositor
» Thfree 0.286 , (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 kg (e/A®), By, (A?) 0.26 , 62.9 EDS
L-test for twinning? <|L| > =046, < L? > =029 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.86 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 | py/q7 #4|Z| >5 RMSZ #4Z| >5

1 AA 0.25 0/36762 0.55 14/57350 (0.0%)

1 CA 0.25 0/36762 0.56 18/57350 (0.0%)

2 AC 0.28 0/1651 0.72 1/2225 (0.0%)

2 CC 0.28 0/1651 0.75 0/2225

3 AD 0.26 0/1665 0.73 1/2227 (0.0%)

3 CD 0.27 0/1665 0.74 0/2227

4 AE 0.28 0/1118 0.75 0/1504

4 CE 0.30 0/1118 0.75 0/1504

5 AF 0.29 0/835 0.78 1/1128 (0.1%)

5 CF 0.28 0/835 0.71 0/1128

6 AG 0.27 0/1187 0.75 0/1591

6 CG 0.27 0/1211 0.78 1/1624 (0.1%)

7 AH 0.27 0/989 0.76 1/1326 (0.1%)

7 CH 0.30 0/989 0.76 0/1326

8 Al 0.27 0/1034 0.73 0/1375

8 CI 0.28 0/1034 0.71 0/1375

9 AJ 0.30 0/796 0.71 0/1077

9 CJ 0.28 0/796 0.73 0/1077

10 AK 0.28 0/893 0.75 0/1205

10 CK 0.31 0/893 0.80 2/1205 (0.2%)

11 AL 0.27 0/969 0.72 1/1300 (0.1%)

11 CL 0.28 0/969 0.73 2/1300 (0.2%)

12 AM 0.27 0/892 0.78 0/1193

12 CM 0.27 0/884 0.76 0/1181

13 AN 0.28 0/785 0.76 0/1043

13 CN 0.26 0/785 0.66 0/1043

14 AO 0.26 0/724 0.72 1/966 (0.1%)

14 CO 0.26 0/724 0.78 1/966 (0.1%)

15 AP 0.30 0/659 0.74 0/884

15 CPp 0.29 0/648 0.70 0/870

16 AQ 0.26 0/657 0.67 0/881

16 CQ 0.28 0/666 0.72 0/892
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. Bond lengths Bond angles

Mol | Chain | ¢\ o7 #|Z| >5 RMSZ #|Z| >5
17 AR 0.30 0/462 0.75 0/621
17 CR 0.30 0/462 0.73 0/621
18 AS 0.26 0/652 0.71 0/877
18 CS 0.26 0/660 0.72 0/888
19 AT 0.29 0/671 0.79 0/888
19 CT 0.29 0/671 0.71 0/888
20 AB 0.31 1/1735 (0.1%) 0.77 1/2338 (0.0%)
20 CB 0.29 0/1735 0.76 1/2338 (0.0%)
21 AU 0.28 0/430 0.82 1/570 (0.2%)
21 CU 0.28 0/430 0.95 2/570 (0.4%)
22 BA 0.25 0/2803 0.53 0/4371
22 DA 0.26 0/2803 0.56 0/4371
23 BB 0.25 1/68314 (0.0%) 0.56 13/106569 (0.0%)
23 DB 0.25 1/68314 (0.0%) 0.56 19/106569 (0.0%)
24 BV 0.27 0/766 0.75 0/1025
24 DV 0.28 0/766 0.74 0/1025
25 BC 0.32 0/2092 0.90 7/2813 (0.2%)
25 DC 0.30 0/2092 0.89 4/2813 (0.1%)
26 BD 0.30 0/1586 0.79 3/2134 (0.1%)
26 DD 0.30 0/1586 0.83 6/2134 (0.3%)
27 BE 0.29 0/1571 0.86 6/2113 (0.3%)
27 DE 0.29 0/1571 0.81 3/2113 (0.1%)
28 BF 0.30 0/1444 0.99 8/1937 (0.4%)
28 DF 0.28 0/1444 0.94 8/1937 (0.4%)
29 BG 0.29 0/1343 0.80 1/1816 (0.1%)
29 DG 0.27 0/1343 0.78 1/1816 (0.1%)
30 BH 0.28 0/1122 0.77 2/1515 (0.1%)
30 DH 0.28 0/1122 0.76 1/1515 (0.1%)
31 BJ 0.29 0/1135 0.72 0/1529
31 DJ 0.29 0/1135 0.88 3/1529 (0.2%)
32 BK 0.29 0/939 0.95 3/1258 (0.2%)
32 DK 0.28 0/939 1.00 9/1258 (0.7%)
33 BL 0.33 0/1062 1.09 12/1413 (0.8%)
33 DL 0.34 0/1062 1.11 11/1413 (0.8%)
34 BM 0.33 0/1093 0.93 7/1460 (0.5%)
34 DM 0.29 0/1093 0.88 4/1460 (0.3%)
35 BN 0.30 0/1021 0.84 1/1364 (0.1%)
35 DN 0.28 0/1021 0.79 2/1364 (0.1%)
36 BO 0.28 0/910 0.83 5/1219 (0.4%)
36 DO 0.28 0/910 0.76 2/1219 (0.2%)
37 BP 0.31 0/929 1.21 11/1242 (0.9%)
37 DP 0.31 0/929 1.23 11/1242 (0.9%)
38 BQ 0.29 0/960 0.80 1/1278 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | ¢\ o7 #|Z| >5 RMSZ #|Z| >5
38 | DQ | 0.30 0,960 0.83 0/1278
390 | BR | 0.1 0,/829 0.90 | 5/1107 (0.5%)
30 | DR | 0.29 0,/829 0.82 | 4/1107 (0.4%)
10 | BS | 028 0/864 0.75 0/1156
10 | DS | 028 0/864 0.79 | 2/1156 (0.2%)
i1 | BT | 029 0,784 0.74 | 2/1048 (0.2%)
i1 | DT | 0.30 0,784 0.85 | 4/1048 (0.4%)
2 | BU | 027 0/787 0.77 0/1051
2 | DU | 028 0/787 0.98 | 5/1051 (0.5%)
43 | BW | 0.30 0/642 0.86 2/848 (0.2%)
43 | DW | 0.28 0,642 0.78 2/848 (0.2%)
4 | BX | 029 0/510 0.82 0/677
4 | DX | 027 0/510 0.88 1/677 (0.1%)
5 | BY | 0.30 0/453 0.68 0,/605
5 | DY | 0.30 0/453 0.78 0/605
46 | BZ | 0.29 0,/559 1.07 6,745 (0.8%)
16 | DZ | 0.30 0,/559 0.99 47745 (0.5%)
47 | B0 | 034 0,/450 0.85 2/599 (0.3%)
47 | DO | 0.31 0,/450 0.92 1/599 (0.2%)
8 | BI | 0.30 0,/448 0.74 0/594
8 | DI | 0.30 0,/448 0.67 0/594
19 | B2 | 030 0,/380 0.78 1/498 (0.2%)
19 | D2 | 030 0,/380 0.74 0,/498
50 | B3 | 027 0/513 0.71 1/676 (0.1%)
50 | D3 | 0.28 0/513 0.74 0/676
51 | B4 | 0.29 0/303 0.86 0/397
51 | D4 | 0.30 0/303 0.78 0/397
52 | BI | 0.32 0,/1046 0.87 | 3/1410 (0.2%)
52 | DI | 0.38 | 1/1046 (0.1%) | 0.91 271410 (0.1%)
Al | Al | 026 |4/306470 (0.0%) | 0.64 | 260/458101 (0.1%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

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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All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
23 BB 1086 A Ch-C6 | -7.68 1.25 1.41
23 DB 1086 A Ch-C6 | -7.66 1.25 1.41
52 DI 3 LYS CA-C | 5.67 1.58 1.53
20 AB 46 VAL | CA-CB | 5.27 1.56 1.54

The worst 5 of 260 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
42 DU 49 | PRO | N-CA-C |-11.92 98.96 113.86
37 DP 70 GLU N-CA-C 10.38 124.67 108.79
23 DB 2790 U OP2-P-0O3’ | 10.08 138.25 108.00
23 BB 2790 U OP1-P-O3" | 10.00 138.01 108.00
27 BE 74 LYS N-CA-C -9.83 100.55 112.54

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 1328 0
1 CA 32831 0 16521 1388 0
2 AC 1624 0 1699 195 0
2 CcC 1624 0 1699 167 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 AD 1643 0 1710 190 0
3 CD 1643 0 1710 185 0
4 AE 1105 0 1148 111 0
4 CE 1105 0 1148 150 0
) AF 817 0 808 79 0
) CF 817 0 808 105 0
6 AG 1174 0 1230 110 0
6 CG 1196 0 1246 108 0
7 AH 979 0 1034 88 0
7 CH 979 0 1034 83 0
8 Al 1022 0 1070 159 0
8 CI 1022 0 1070 130 0
9 AJ 786 0 828 97 0
9 CJ 786 0 828 113 0

10 AK 877 0 887 108 0
10 CK 877 0 887 107 0
11 AL 955 0 1019 106 0
11 CL 955 0 1019 92 0
12 AM 883 0 944 92 0
12 CM 876 0 937 117 0
13 AN e 0 827 113 0
13 CN 774 0 827 126 0
14 AO 716 0 742 56 0
14 CO 716 0 742 58 0
15 AP 649 0 666 82 0
15 CPp 638 0 656 83 0
16 AQ 648 0 691 104 0
16 CcQ 657 0 702 91 0
17 AR 455 0 478 49 0
17 CR 455 0 478 47 0
18 AS 637 0 665 89 0
18 CS 644 0 675 100 0
19 AT 665 0 714 65 0
19 CT 665 0 714 64 0
20 AB 1704 0 1732 202 0
20 CB 1704 0 1732 179 0
21 AU 425 0 449 71 0
21 CU 425 0 449 67 0
22 BA 2507 0 1270 83 0
22 DA 2507 0 1270 119 0
23 BB 60995 0 30678 2748 0
23 DB 60995 0 30677 2694 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
24 BV 753 0 780 107 0
24 DV 753 0 780 72 0
25 BC 2053 0 2122 470 0
25 DC 2053 0 2122 396 0
26 BD 1565 0 1616 387 0
26 DD 1565 0 1616 323 0
27 BE 1552 0 1619 293 0
27 DE 1552 0 1619 274 0
28 BF 1420 0 1460 180 0
28 DF 1420 0 1460 166 0
29 BG 1323 0 1374 168 0
29 DG 1323 0 1374 168 0
30 BH 1111 0 1148 178 0
30 DH 1111 0 1148 172 0
31 BJ 1112 0 1147 222 0
31 DJ 1112 0 1147 217 0
32 BK 930 0 1000 130 0
32 DK 930 0 1000 127 0
33 BL 1053 0 1129 290 0
33 DL 1053 0 1129 253 0
34 BM 1074 0 1157 244 0
34 DM 1074 0 1157 183 0
35 BN 1008 0 1045 189 0
35 DN 1008 0 1045 163 0
36 BO 900 0 935 138 0
36 DO 900 0 935 147 0
37 BP 917 0 965 202 0
37 DP 917 0 965 200 0
38 BQ 947 0 1022 206 0
38 DQ 947 0 1022 182 0
39 BR 816 0 839 176 0
39 DR 816 0 839 170 0
40 BS 857 0 922 128 0
40 DS 857 0 922 125 0
41 BT T 0 840 154 0
41 DT T 0 840 138 0
42 BU 779 0 834 167 0
42 DU 779 0 834 127 0
43 BW 634 0 656 166 0
43 DW 634 0 656 174 0
44 BX 509 0 043 90 0
44 DX 509 0 043 85 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
45 BY 449 0 491 62 0
45 DY 449 0 491 85 0
46 BZ 549 0 952 120 0
46 DZ 549 0 952 107 0
47 BO 444 0 461 80 0
47 DO 444 0 461 93 0
48 B1 441 0 485 83 0
48 D1 441 0 485 80 0
49 B2 377 0 418 62 0
49 D2 377 0 418 69 0
20 B3 504 0 274 118 0
30 D3 504 0 274 110 0
51 B4 302 0 343 62 0
51 D4 302 0 343 79 0
52 BI 1032 0 1088 127 0
92 DI 1032 0 1088 189 0
93 AA 26 0 23 3 0
53 CA 26 0 23 1 0
o4 AA 60 0 0 0 0
o4 BB 110 0 0 0 0
o4 CA 62 0 0 0 0
o4 DB 109 0 0 0 0
o4 DE 1 0 0 0 0
o4 DN 1 0 0 0 0
95 AA 289 0 0 1 0
95 AE 3 0 0 0 0
95 AK 2 0 0 0 0
95 AN 3 0 0 0 0
95 AP 2 0 0 0 0
95 AT 1 0 0 0 0
95 BB 497 0 0 11 0
95 BC 1 0 0 0 0
95 BE D 0 0 0 0
95 BH 1 0 0 0 0
95 BL 2 0 0 0 0
95 BN 1 0 0 0 0
95 CA 293 0 0 1 0
95 CE 3 0 0 0 0
95 CK 1 0 0 0 0
95 CL 4 0 0 0 0
95 CN 3 0 0 0 0
95 CP 1 0 0 0 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
95 CT 3 0 0 0 0
95 D2 2 0 0 0 0
95 DB 501 0 0 10 0
95 DC 1 0 0 0 0
95 DD 1 0 0 0 0
95 DE 3 0 0 0 0
95 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 20206 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 43.

The worst 5 of 20206 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:HD2 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 cC 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%)
6 CG 150/179 (84%) 101 (67%) 37 (25%) 12 (8%)
7 AH 127/130 (98%) 108 (85%) 14 (11%) 5 (4%)
7 CH 127/130 (98%) 91 (72%) 29 (23%) 7 (6%)
8 Al 125/130 (96%) 84 (67%) 30 (24%) 11 (9%)
8 CI 125/130 (96%) 82 (66%) 30 (24%) 13 (10%)
9 AlJ 96/103 (93%) 65 (68%) 20 (21%) 11 (12%)
9 CJ 96/103 (93%) 59 (62%) 18 (19%) 19 (20%)
10 AK 115/129 (89%) 75 (65%) 32 (28%) 8 (7%)
10 CK 115/129 (89%) 76 (66%) 30 (26%) 9 (8%)
11 AL 121/124 (98%) 73 (60%) 35 (29%) 13 (11%)
11 CL 121/124 (98%) 76 (63%) 28 (23%) 17 (14%)
12 AM 112/118 (95%) 89 (80%) 13 (12%) 10 (9%)
12 CM 111/118 (94%) 82 (74%) 17 (15%) 12 (11%)
13 AN 92/101 (91%) 64 (70%) 19 (21%) 9 (10%)
13 CN 92/101 (91%) 50 (54%) 26 (28%) 16 (17%)
14 AO 86/89 (97%) 66 (77%) 19 (22%) 1 (1%)
14 CO 86/89 (97%) 69 (80%) 15 (17%) 2 (2%)
15 AP 80/82 (98%) 60 (75%) 14 (18%) 6 (8%)
15 CPp 78/82 (95%) 55 (70%) 14 (18%) 9 (12%)
16 AQ 78/84 (93%) 49 (63%) 25 (32%) 4 (5%)
16 CQ 79/84 (94%) 58 (73%) 15 (19%) 6 (8%)
17 AR 53/75 (71%) 31 (58%) 16 (30%) 6 (11%)
17 CR 53/75 (7T1%) 36 (68%) 13 (24%) 4 (8%)
18 AS 77/92 (84%) 54 (70%) 12 (16%) 11 (14%)
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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 CU 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%)
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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%) 152 (89%)
2 CC 170/190 (90%) 151 (89%)
3 AD 172/173 (99%) 145 (84%)
3 CD 172/173 (99%) 146 (85%)
4 AE 113/126 (90%) 99 (88%)
4 CE 113/126 (90%) 92 (81%)
5 AF 87/116 (75%) 69 (79%)
5 CF 87/116 (75%) 75 (86%)
6 AG 123/147 (84%) 108 (88%)
6 CG 125/147 (85%) 112 (90%)
7 AH 104/105 (99%) 94 (90%)
7 CH 104/105 (99%) 90 (86%)
8 Al 105/107 (98%) 87 (83%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
8 CI 105/107 (98%) 93 (89%) 12 (11%)
9 AJ 86,/90 (96%) 73 (85%) 13 (15%)
9 CJ 86,/90 (96%) 78 (91%) 8 (9%)
10 AK 90/99 (91%) 75 (83%) 15 (17%)
10 CK 90/99 (91%) 79 (88%) 11 (12%)
11 AL 103/104 (99%) 91 (88%) 12 (12%)
11 CL 103/104 (99%) 83 (81%) 20 (19%)
12 AM 92/96 (96%) 78 (85%) 14 (15%)
12 CM 91/96 (95%) 80 (88%) 11 (12%)
13 AN 79/84 (94%) 68 (86%) 11 (14%)
13 CN 79/84 (94%) 68 (86%) 11 (14%)
14 AO 76/77 (99%) 70 (92%) 6 (8%)
14 CO 76/77 (99%) 66 (87%) 10 (13%)
15 AP 65/65 (100%) 54 (83%) 11 (17%)
15 CPp 65/65 (100%) 57 (88%) 8 (12%)
16 AQ 74/78 (95%) 63 (85%) 11 (15%)
16 CQ 75/78 (96%) 67 (89%) 8 (11%)
17 AR 48 /65 (74%) 43 (90%) 5 (10%)
17 CR 48 /65 (74%) 43 (90%) 5 (10%)
18 AS 70/79 (89%) 64 (91%) 6 (9%)
18 CS 71/79 (90%) 59 (83%) 12 (17%)
19 AT 65/66 (98%) 56 (86%) 9 (14%)
19 CT 65/66 (98%) 54 (83%) 11 (17%)
20 AB 180/199 (90%) 149 (83%) 31 (17%)
20 CB 180/199 (90%) 155 (86%) 25 (14%)
21 AU 44/61 (72%) 41 (93%) 3 (7%)
21 CuU 44/61 (72%) 35 (80%) 9 (20%)
24 BV 78/78 (100%) 66 (85%) 12 (15%)
24 DV 78/78 (100%) 71 (91%) 7 (9%)
25 BC 213/218 (98%) 161 (76%) 52 (24%)
25 DC 213/218 (98%) 163 (76%) 50 (24%)

TTTTTTTTTT

1 DE

AAAAA
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
26 BD 164/164 (100%) | 122 (74%) |
26 DD 164/164 (100%) | 126 (77%)
27 BE 165/165 (100%) | 127 (77%)
27 DE 165/165 (100%) | 138 (84%)
28 BF 149/150 (99%) 130 (87%)
28 DF 149/150 (99%) 126 (85%)
29 BG 137/138 (99%) 114 (83%)
29 DG 137/138 (99%) 115 (84%)
30 BH 114/114 (100%) 97 (85%)
30 DH 114/114 (100%) 95 (83%)
31 BJ 114/116 (98%) 95 (83%)
31 DJ 114/116 (98%) 91 (80%)
32 BK 102/104 (98%) 82 (80%)
32 DK 102/104 (98%) 90 (88%)
33 BL 103/103 (100%) 75 (73%)
33 DL 103/103 (100%) 69 (67%)
34 BM 109/109 (100%) 83 (76%)
34 DM 109/109 (100%) 78 (72%)
35 BN 103/103 (100%) 86 (84%)
35 DN 103/103 (100%) 84 (82%)
36 BO 87/87 (100%) 70 (80%)
36 DO 87/87 (100%) 75 (86%)
37 BP 99/100 (99%) 75 (76%)
37 DP 99/100 (99%) 69 (70%)
38 BQ 89/90 (99%) 71 (80%)
38 DQ 89/90 (99%) 72 (81%)
39 BR 84/84 (100%) 73 (87%)
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%) 66 (80%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
41 DT 83/84 (99%) 69 (83%) 14 (17%)
42 BU 83/85 (98%) 65 (78%) 18 (22%)
42 DU 83/85 (98%) 64 (77%) 19 (23%)
43 BW 62/63 (98%) 50 (81%) 12 (19%)
43 DW 62/63 (98%) 49 (79%) 13 (21%)
44 BX 55/55 (100%) 40 (73%) 15 (27%)
44 DX 55/55 (100%) 45 (82%) 10 (18%)
45 BY 48/49 (98%) 37 (77%) 11 (23%)
45 DY 48/49 (98%) 38 (79%) 10 (21%)
46 BZ 62/62 (100%) 45 (73%) 17 (27%)
46 DZ 62/62 (100%) 54 (87%) 8 (13%)
47 BO 47/48 (98%) 38 (81%) 9 (19%)
47 DO 47/48 (98%) 38 (81%) 9 (19%)
48 B1 48 /49 (98%) 33 (69%) 15 (31%)
48 D1 48/49 (98%) 38 (79%) 10 (21%)
49 B2 38/38 (100%) 33 (87%) 5 (13%)
49 D2 38/38 (100%) 29 (76%) 9 (24%)
50 B3 51/52 (98%) 39 (76%) 12 (24%)
50 D3 51/52 (98%) 41 (80%) 10 (20%)
51 B4 34/34 (100%) 25 (74%) 9 (26%)
51 D4 34/34 (100%) 21 (62%) 13 (38%)
52 BI 109/110 (99%) 108 (99%) 1 (1%)
52 DI 109/110 (99%) 105 (96%) 4 (4%)
All All 9341/9744 (96%) | 7751 (83%) | 1590 (17%)

5 of 1590 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
10 CK 31 VAL
26 DD 114 LYS
11 CL 107 LYS

9 CJ 99 GLN
20 CB 57 ASN
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Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 349

such sidechains are listed below:

Mol | Chain | Res | Type

16 CQ 50 ASN

29 DG 127 GLN

19 CcT 12 GLN

25 DC 57 HIS

34 DM 45 GLN

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA 1529/1542 (99%) 256 (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%) 424 (14%) 13 (0%)
23 DB 2837/2904 (97%) 438 (15%) 18 (0%)
All All 8964/9132 (98%) 1395 (15%) 79 (0%)

5 of 1395 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
1 CA 1301 U
23 DB 1211 C
1 CA 1397 C
23 DB 301 G
23 DB | 2286 G

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 oligosaccharides 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 | o\ " "RMS7 | 47 > 2 | Counts | RMSZ | #]7] > 2
53 | KSG AA | 1601 - 26,2727 | 1.49 | 4 (15%) | 31,40,40 | 1.06 3 (9%)
53 | KSG CA | 1601 - 26,2727 | 1.59 | 3 (11%) | 31,40,40 | 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 | - - 2/10/52/52 | 0/2/2/2
53 | KSG CA | 1601 - - 2/10/52/52 | 0/2/2/2
The worst 5 of 7 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
53 AA 1601 | KSG | C1-C12 | 2.66 1.57 1.52
53 CA 1601 | KSG | C1-C12 | 2.61 1.57 1.52
53 CA | 1601 | KSG | O7-C1 | 2.56 1.48 1.41
53 CA 1601 | KSG | O1-C1 | 2.31 1.48 1.41
53 AA 1601 | KSG | O7-C1 | 2.20 1.47 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 | -2.33 112.46 117.98
Continued on next page...
$roe
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
53 AA 1601 | KSG | C4-C3-C2 | 2.20 114.68 109.68
93 AA 1601 | KSG | C5-C4-C3 | 2.07 114.47 110.83
93 CA 1601 | KSG | C6-C7-C2 | 2.02 114.26 109.68

There are no chirality outliers.

All (4) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
53 AA 1601 | KSG | C12-C1-01-C2
53 CA 1601 | KSG | C12-C1-01-C2
53 CA 1601 | KSG | O7-C1-O1-C2
53 AA ] 1601 | KSG | O7-C1-O1-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
*
§ i
i i
A . | .? *~
A : | l .
e ‘\\f" _ J i e
f -
° |
L*]
Torsions

Ligand KSG CA 1601

ks 1__9-"-"’
Bond lengths Bond angles
' 4
! -c | -c
a, i a,
e & .? N ‘ l?
o L |
/ ! o : - :
.ll: I} \{M .\-':J ﬂ_ﬁ.'-\'
o g ‘k{kv‘_,‘r-" } | - 1
] e o | o
° [ o |
Q 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%) 1.21 15, 73, 149, 180 0
1 CA | 1530/1542 (99%) 0.86 7,52, 134, 180 0
2 | AC 206,233 (38%) 1.22 7, 68, 138, 180 0
2 CC 206,233 (88%) 1.05 6, 74, 126, 169 0
3 | AD 205,206 (99%) 1.75 27,79, 147, 180 0
3 | CD 205,206 (99%) 1.20 5, 55, 113, 165 0
4 | AE 150/167 (89%) 1.22 15, 62, 120, 162 0
4 CE 150/167 (89%) 1.13 6, 55, 112, 180 0
5 AF 100/135 (74%) 1.22 18, 72, 133, 166 0
5 CF 100/135 (74%) 1.30 12, 71, 132, 165 0
6 | AG 150/179 (83%) 1.35 22, 89, 143, 180 0
6 | CG 152/179 (84%) 1.20 19, 86, 147, 180 0
7 | AH 129/130 (99%) 1.53 14, 70, 141, 176 0
7 | CH 129/130 (99%) 1.33 5, 54, 114, 160 0
8 Al 127/130 (97%) 1.46 18, 90, 146, 180 0
8 CI 127/130 (97%) 1.78 23, 92, 156, 180 0
9 AJ 98,103 (95%) 1.50 20, 82, 157, 180 0
9 cJ 98,/103 (95%) 1.63 34,79, 135, 151 0
10 | AK 117/129 (90%) 1.42 7, 55, 138, 160 0
10 | CK 117/129 (90%) 1.21 11, 50, 105, 142 0
11 | AL 123 /124 (99%) 1.89 21, 61, 128, 178 0
11 | CL 123 /124 (99%) 1.21 5, 39, 119, 160 0
12 | AM 114/118 (96%) 1.37 44,106, 159, 173 | 0
12 | CM 113/118 (95%) 1.49 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%) 1.89 43 (44%) 10|11 15, 84, 151, 180 0
13 CN 96/101 (95%) 1.78 36 (37%) 111 21, 82, 139, 161 0
14 AO 88/89 (98%) 1.56 31 (35%) f 11|11 18, 70, 114, 180 0
14 CO 88/89 (98%) 1.39 24 (27%) | 11]2 14, 51, 112, 150 0
15 AP 82/82 (100%) 1.70 26 31%) 1111 27, 89, 142, 180 0
15 CPp 80/82 (97%) 1.73 25 (31%) J 1)1 5, 46, 145, 180 0
16 AQ 80/84 (95%) 1.81 29 (36%) 1111 37, 91, 140, 180 0
16 CQ 81/84 (96%) 1.39 20 (24%) 4212 12, 57, 119, 154 0
17 AR 55/75 (73%) 1.77 18 (32%) f 111 18, 69, 147, 164 0
17 CR 55/75 (73%) 1.16 11 (20%) 3413 13, 53, 126, 175 0
18 AS 79/92 (85%) 1.74 27 (34%) | 111 59, 112, 174, 180 0
18 CS 80/92 (86%) 2.12 36 (45%) o1 48,109, 172, 180 0
19 AT 85/87 (97%) 2.06 34 (40%) f 11|11 36, 94, 142, 170 0
19 CT 85/87 (97%) 1.78 30 (35%) 1)1 17, 55, 118, 179 0
20 AB 218/241 (90%) 1.25 51 (23%) |23 28,92, 142, 180 0
20 CB 218/241 (90%) 1.11 39 (17%) 3114 26, 96, 157, 180 0
21 AU 51/71 (71%) 2.33 27 (52%) J0 Y11 26, 94, 153, 174 0
21 CU 51/71 (71%) 2.44 27 (52%) 0|1 29, 82, 163, 180 0
22 BA 117/120 (97%) 1.12 13 (11%) f 10§38 39, 67, 125, 171 0
22 DA 117/120 (97%) 1.25 0(17%) §4)14 34, 73, 116, 180 0
23 BB 2841/2904 (97%) 1.02 350 (12%) |84 7 9, 53, 144, 180 0
23 DB 2841/2904 (97%) 0.93 278 (9%) 113119 5, 45, 143, 180 0
24 BV 94/94 (100%) 1.04 14 (14%) §548 15 26, 78, 134, 155 0
24 DV 94/94 (100%) 1.56 26 (27%) | 1]]2 34, 83, 139, 162 0
25 BC 267/273 (97%) 2.38 120 (44%) JOof11 5, 53, 143, 180 0
25 DC 267/273 (97%) 2.56 134 (50%) o1 5, 52, 158, 180 0
26 BD 209/209 (100%) 2.58 108 (51%) JOf|1 8, 82, 157, 180 0
26 DD 209/209 (100%) 2.34 101 (48%) Jofi1 5, 57, 142, 180 0
27 BE 201/201 (100%) 2.13 93 (46%) o1 5, 85, 162, 180 0
27 DE 201/201 (100%) 2.45 107 (53%) o1 6, 82, 170, 180 0
28 BF 178/179 (99%) 1.51 48 (26%) A1) |2 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%) 1.55 29, 96, 154, 180 0
29 BG 176/177 (99%) 1.48 34, 100, 164, 180 0
29 DG 176/177 (99%) 1.54 23, 88, 156, 180 0
30 BH 149/149 (100%) 1.61 22, 126, 180, 180 0
30 DH 149/149 (100%) 1.50 30, 106, 167, 180 0
31 BJ 140/142 (98%) 2.61 11, 88, 153, 180 0
31 DJ 140/142 (98%) 2.30 7, 66, 148, 176 0
32 BK 121/123 (98%) 1.69 13, 60, 118, 152 0
32 DK 121/123 (98%) 1.25 5, 36, 92, 134 0
33 BL 144/144 (100%) 3.52 15, 86, 167, 180 0
33 DL 144/144 (100%) 2.99 5, 81, 156, 180 0
34 BM 136/136 (100%) 2.52 13, 71, 175, 180 0
34 DM 136/136 (100%) 2.20 11, 70, 164, 180 0
35 BN 127/127 (100%) 2.81 17, 78, 168, 180 0
35 DN 127/127 (100%) 1.95 5, 48, 159, 180 0
36 BO 117/117 (100%) 2.66 26, 91, 167, 180 0
36 DO 117/117 (100%) 2.71 5, 91, 172, 180 0
37 BP 114/115 (99%) 2.34 18, 98, 172, 180 0
37 DP 114/115 (99%) 2.51 7, 65, 166, 180 0
38 BQ 117/118 (99%) 2.18 13, 66, 146, 174 0
38 DQ 117/118 (99%) 2.43 6, 57, 158, 180 0
39 BR 103/103 (100%) 2.59 24, 105, 167, 180 0
39 DR 103/103 (100%) 3.04 25,92, 157, 180 0
40 BS 110/110 (100%) 2.06 9, 63, 133, 180 0
40 DS 110/110 (100%) 1.36 5, 46, 137, 180 0
41 BT 99/100 (99%) 2.25 25, 81, 162, 180 0
41 DT 99/100 (99%) 2.53 15, 86, 168, 180 0
42 BU 102/104 (98%) 3.09 17, 91, 169, 180 0
42 DU 102/104 (98%) 2.86 30, 110, 171, 180 0
43 BW 84/85 (98%) 3.28 10, 86, 159, 180 0
43 DW 84/85 (98%) 3.57 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%) 1.93 30 (47%) 20, 97, 160, 180 0
44 | DX 63/63 (100%) 2.56 31 (49%) 38, 110, 169, 180 0
45 | BY 58/59 (98%) 2.45 31 (53%) | 0] 13, 86, 157, 180 0
45 DY 58/59 (98%) 2.23 24 (41%) ml 5,79, 136, 150 0
46 BZ 70/70 (100%) 2.73 36 (51%) ml 19, 66, 145, 180 0
46 DZ 70/70 (100%) 3.23 A7 (67%) mlm 5, 68, 141, 180 0
A7 B0 56/57 (98%) 2.67 35 (62%) ml 26, 95, 180, 180 0
47 DO 56,/57 (98%) 2.46 30 (53%) ml 10, 70, 159, 177 0
48 Bl 54/55 (98%) 1.74 19 (35%) | 24, 97, 160, 180 0
48 D1 54/55 (98%) 1.88 23 (42%) ml 8, 82, 158, 180 0
49 B2 46,/46 (100%) 2.95 26 (56%) ml 6, 51, 154, 174 0
49 D2 46/46 (100%) 3.07 33 (71%) mlm 9, 55, 131, 150 0
50 B3 64/65 (98%) 3.45 43 (67%) mlm 19, 61, 155, 180 0
50 D3 64,65 (98%) 3.25 41 (64%) mlm 5, 61, 138, 178 0
51 B4 38/38 (100%) 3.86 28 (73%) mlm 30, 102, 170, 180 0
51 D4 38/38 (100%) 4.23 30 (78%) mlm 14, 111, 175, 180 0
52 BI 141/142 (99%) 2.08 65 (46%) ml 52, 152, 180, 180 0
52 DI 141/142 (99%) 1.79 53 (37%) | 83, 160, 180, 180 0
All | Al | 20439/21086 (96%) 1.54 5495 (26%) | 5, 67, 155, 180 0

The worst 5 of 5495 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
23 DB | 2133 G 16.0
43 BW 45 HIS 15.2
33 DL 55 | MET 13.9
36 DO 59 | ALA 13.5
40 BS 93 ALA 13.1

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 oligosaccharides 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
o4 MG AA 1626 1/1 -0.19 0.38 82,82,82,82
54 MG DB 3093 1/1 -0.02 0.58 48,48,48,48
o4 MG AA 1650 1/1 0.50 0.18 | 133,133,133,133
o4 MG CA 1624 1/1 0.61 0.15 | 162,162,162,162
54 MG AA 1631 1/1 0.62 0.19 | 143,143,143,143
54 MG DB 3058 1/1 0.63 0.15 | 132,132,132,132
54 MG BB 3082 1/1 0.66 0.25 63,63,63,63
54 MG AA 1637 1/1 0.66 0.28 | 115,115,115,115
54 MG CA 1616 1/1 0.67 0.17 | 153,153,153,153
53 KSG AA 1601 | 26/26 0.74 0.21 53,53,53,53
54 MG AA 1639 1/1 0.78 0.17 | 141,141,141,141
54 MG CA 1649 1/1 0.79 0.20 86,86,86,86
54 MG CA 1622 1/1 0.79 0.13 | 132,132,132,132
54 MG BB 3100 1/1 0.79 0.26 37,37,37,37
54 MG CA 1629 1/1 0.80 0.14 62,62,62,62
54 MG DB 3064 1/1 0.80 0.42 66,66,66,66
53 KSG CA 1601 | 26/26 0.80 0.24 53,53,53,53
54 MG AA 1613 1/1 0.81 0.12 | 108,108,108,108
54 MG BB 3041 1/1 0.81 0.12 A7.47.47.47
54 MG AA 1620 1/1 0.81 0.09 | 116,116,116,116
54 MG AA 1609 1/1 0.81 0.14 | 119,119,119,119
54 MG AA 1615 1/1 0.82 0.14 T72,72,72,72
o4 MG AA 1621 1/1 0.82 0.11 96,96,96,96
o4 MG AA 1628 1/1 0.84 0.14 63,63,63,63
54 MG CA 1640 1/1 0.84 0.09 | 139,139,139,139
54 MG CA 1651 1/1 0.85 0.14 | 122,122,122,122
54 MG BB 3047 1/1 0.85 0.24 | 128,128,128,128
54 MG BB 3063 1/1 0.86 0.13 27,27,27,27
54 MG CA 1637 1/1 0.86 0.10 | 107,107,107,107
o4 MG AA 1647 1/1 0.86 0.22 84,84,84,84
o4 MG BB 3028 1/1 0.86 0.21 66,66,66,66
54 MG DB 3013 1/1 0.87 0.12 32,32,32,32 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG DB | 3033 1/1 0.87 0.19 88,88,88,88 0
54 MG AA | 1616 1/1 0.87 0.08 86,86,86,86 0
54 MG BB | 3067 1/1 0.87 0.12 56,56,56,56 0
54 MG BB | 3034 1/1 0.87 0.13 42,42,42 42 0
54 MG CA | 1609 1/1 0.88 0.17 | 132,132,132,132 0
o4 MG AA | 1642 1/1 0.88 0.17 | 107,107,107,107 0
54 MG AA | 1652 1/1 0.88 0.14 | 105,105,105,105 0
54 MG DB | 3081 1/1 0.88 0.16 | 110,110,110,110 0
54 MG CA | 1638 1/1 0.88 0.10 60,60,60,60 0
54 MG DB | 3106 1/1 0.88 0.07 7,7,7,7 0
54 MG CA | 1628 1/1 0.89 0.13 38,38,38,38 1
o4 MG BB | 3008 1/1 0.89 0.12 82,82,82,82 0
o4 MG BB | 3107 1/1 0.89 0.10 37,37,37,37 0
o4 MG DB | 3059 1/1 0.89 0.11 75,75,75,75 0
54 MG BB | 3060 1/1 0.89 0.13 81,81,81,81 0
54 MG AA | 1625 1/1 0.89 0.15 81,81,81,81 0
54 MG AA | 1603 1/1 0.89 0.09 74,74,74,74 0
54 MG AA | 1633 1/1 0.89 0.11 92,92,92,92 0
54 MG BB | 3018 1/1 0.90 0.12 42,42,42 42 0
o4 MG BB | 3007 1/1 0.90 0.10 57,57,57,57 0
54 MG AA | 1659 1/1 0.90 0.19 | 157,157,157,157 0
54 MG DB | 3060 1/1 0.91 0.11 | 105,105,105,105 0
54 MG CA | 1617 1/1 0.91 0.11 45,45,45,45 0
54 MG AA | 1624 1/1 0.91 0.23 25,25,25,25 1
54 MG CA | 1635 1/1 0.91 0.15 91,91,91,91 0
o4 MG AA | 1649 1/1 0.91 0.09 | 102,102,102,102 0
o4 MG AA ] 1608 1/1 0.92 0.14 57,57,57,57 0
54 MG CA | 1627 1/1 0.92 0.17 | 114,114,114,114 0
54 MG BB | 3081 1/1 0.92 0.12 34,34,34,34 0
54 MG AA | 1658 1/1 0.92 0.12 | 113,113,113,113 0
54 MG AA | 1623 1/1 0.92 0.09 | 143,143,143,143 0
54 MG DB | 3082 1/1 0.92 0.21 61,61,61,61 0
o4 MG BB | 3106 1/1 0.92 0.11 62,62,62,62 0
54 MG DB | 3049 1/1 0.92 0.07 79,79,79,79 0
54 MG AA | 1634 1/1 0.93 0.10 73,73,73,73 0
54 MG BB | 3092 1/1 0.93 0.10 56,56,56,56 0
54 MG BB | 3097 1/1 0.93 0.07 96,96,96,96 0
54 MG AA | 1636 1/1 0.93 0.13 83,83,83,83 0
o4 MG AA | 1627 1/1 0.93 0.13 17,17,17,17 1
o4 MG AA | 1618 1/1 0.93 0.10 | 102,102,102,102 0
54 MG AA | 1640 1/1 0.93 0.08 42,42.42 42 0
54 MG DB | 3075 1/1 0.93 0.09 42,42.42 42 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG AA | 1654 1/1 0.93 0.08 81,81,81,81 0
54 MG BB | 3072 1/1 0.93 0.09 26,26,26,26 0
54 MG BB | 3033 1/1 0.93 0.12 | 113,113,113,113 0
54 MG CA | 1661 1/1 0.93 0.10 67,67,67,67 0
54 MG DE 301 1/1 0.93 0.10 69,69,69,69 0
o4 MG BB | 3109 1/1 0.94 0.09 33,33,33,33 0
54 MG CA | 1607 1/1 0.94 0.11 | 126,126,126,126 0
54 MG BB | 3089 1/1 0.94 0.12 82,82,82,82 0
54 MG CA | 1612 1/1 0.94 0.07 71,71,71,71 0
54 MG AA | 1657 1/1 0.94 0.12 83,83,83,83 0
54 MG BB | 3073 1/1 0.94 0.10 55,55,55,55 0
o4 MG DB | 3076 1/1 0.94 0.10 69,69,69,69 0
o4 MG BB | 3099 1/1 0.94 0.10 58,58,58,58 0
o4 MG BB | 3064 1/1 0.94 0.10 71,71,71,71 0
54 MG AA | 1602 1/1 0.94 0.09 34,34,34,34 0
54 MG DB | 3015 1/1 0.94 0.12 69,69,69,69 0
54 MG DB | 3108 1/1 0.94 0.08 24,24,24.24 0
54 MG BB | 3087 1/1 0.94 0.08 53,53,53,53 0
o4 MG AA | 1656 1/1 0.95 0.07 | 100,100,100,100 0
o4 MG DB | 3034 1/1 0.95 0.09 84,84,84,84 0
54 MG AA | 1660 1/1 0.95 0.09 95,95,95,95 0
54 MG DB | 3052 1/1 0.95 0.16 42,42.42 42 0
54 MG BB | 3091 1/1 0.95 0.08 42,42,42 42 0
54 MG AA | 1646 1/1 0.95 0.10 | 103,103,103,103 0
54 MG CA | 1614 1/1 0.95 0.07 97,97,97,97 0
o4 MG AA ] 1655 1/1 0.95 0.08 67,67,67,67 0
o4 MG CA | 1644 1/1 0.95 0.09 59,59,59,59 0
54 MG BB | 3010 1/1 0.95 0.15 74,74,74,74 0
54 MG BB | 3042 1/1 0.95 0.06 74,74,74,74 0
54 MG CA | 1659 1/1 0.95 0.10 88,88,88,88 0
54 MG DB | 3088 1/1 0.95 0.08 51,51,51,51 0
54 MG CA | 1623 1/1 0.95 0.07 70T 0
o4 MG BB | 3012 1/1 0.95 0.09 75,75,75,75 0
54 MG BB | 3048 1/1 0.95 0.08 39,39,39,39 0
54 MG DB | 3029 1/1 0.95 0.10 22,22,22,22 0
54 MG DB | 3027 1/1 0.96 0.07 37,37,37,37 0
54 MG BB | 3105 1/1 0.96 0.11 33,33,33,33 0
54 MG BB | 3051 1/1 0.96 0.06 74,74,74,74 0
o4 MG BB | 3056 1/1 0.96 0.09 37,37,37,37 0
54 MG DB | 3035 1/1 0.96 0.08 24,24.24.24 0
54 MG DB | 3040 1/1 0.96 0.10 28,28,28,28 0
54 MG CA | 1631 1/1 0.96 0.07 21,21,21,21 1
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG BB | 3086 1/1 0.96 0.20 94,94,94,94 0
54 MG BB | 3110 1/1 0.96 0.19 79,79,79,79 0
54 MG AA | 1645 1/1 0.96 0.07 97,97,97,97 0
54 MG AA | 1661 1/1 0.96 0.10 83,83,83,83 0
54 MG DB | 3061 1/1 0.96 0.08 48,48,48,48 0
o4 MG CA | 1642 1/1 0.96 0.10 70,70,70,70 0
54 MG DB | 3071 1/1 0.96 0.08 27,27,27,27 0
54 MG BB | 3005 1/1 0.96 0.15 13,13,13,13 0
54 MG CA | 1646 1/1 0.96 0.07 94,94,94,94 0
54 MG DB | 3080 1/1 0.96 0.08 34,34,34,34 0
54 MG BB | 3043 1/1 0.96 0.10 63,63,63,63 0
o4 MG AA | 1617 1/1 0.96 0.09 65,65,65,65 0
o4 MG DB | 3083 1/1 0.96 0.07 18,18,18,18 0
o4 MG BB | 3098 1/1 0.96 0.12 49,49,49,49 0
54 MG DB | 3090 1/1 0.96 0.08 | 106,106,106,106 0
54 MG AA | 1614 1/1 0.96 0.07 67,67,67,67 0
54 MG DB | 3094 1/1 0.96 0.14 33,33,33,33 0
54 MG DB | 3102 1/1 0.96 0.09 13,13,13,13 0
o4 MG DB | 3103 1/1 0.96 0.12 61,61,61,61 0
o4 MG BB | 3077 1/1 0.96 0.09 37,37,37,37 0
54 MG BB | 3102 1/1 0.96 0.06 34,34,34,34 0
54 MG DB | 3020 1/1 0.96 0.13 41,41,41,41 0
54 MG DN 201 1/1 0.96 0.10 38,38,38,38 0
54 MG DB | 3024 1/1 0.97 0.06 27,27,27,27 0
54 MG BB | 3078 1/1 0.97 0.14 49,49,49,49 0
o4 MG BB | 3014 1/1 0.97 0.07 33,33,33,33 0
o4 MG BB | 3046 1/1 0.97 0.09 63,63,63,63 0
54 MG BB | 3017 1/1 0.97 0.09 54,54,54,54 0
54 MG CA | 1621 1/1 0.97 0.07 46,46,46,46 0
54 MG AA | 1622 1/1 0.97 0.03 16,16,16,16 0
54 MG DB | 3044 1/1 0.97 0.07 58,58,58,58 0
54 MG BB | 3019 1/1 0.97 0.10 22,22,22.22 0
54 MG DB | 3050 1/1 0.97 0.10 42,42,42 42 0
54 MG BB | 3090 1/1 0.97 0.06 65,65,65,65 0
54 MG DB | 3057 1/1 0.97 0.18 56,56,56,56 1
54 MG BB | 3053 1/1 0.97 0.06 36,36,36,36 0
54 MG BB | 3021 1/1 0.97 0.10 24,24,24.24 0
54 MG BB | 3096 1/1 0.97 0.05 39,39,39,39 0
54 MG CA | 1630 1/1 0.97 0.06 49,49,49,49 0
54 MG DB | 3062 1/1 0.97 0.09 24,24.24.24 0
54 MG AA | 1619 1/1 0.97 0.05 33,33,33,33 0
54 MG DB | 3069 1/1 0.97 0.05 50,50,50,50 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG BB | 3062 1/1 0.97 0.11 34,34,34,34 0
54 MG DB | 3073 1/1 0.97 0.06 44,44,44,44 0
54 MG BB | 3030 1/1 0.97 0.06 45,45,45,45 0
54 MG BB | 3031 1/1 0.97 0.08 46,46,46,46 0
54 MG BB | 3065 1/1 0.97 0.08 47.47,47.47 0
o4 MG BB | 3104 1/1 0.97 0.07 33,33,33,33 0
54 MG BB | 3066 1/1 0.97 0.07 42,42,42 42 0
54 MG AA | 1604 1/1 0.97 0.07 25,25,25,25 0
54 MG CA | 1648 1/1 0.97 0.06 39,39,39,39 0
54 MG BB | 3071 1/1 0.97 0.09 38,38,38,38 0
54 MG BB | 3108 1/1 0.97 0.07 22,22,22,22 0
o4 MG AA | 1643 1/1 0.97 0.06 | 116,116,116,116 0
o4 MG AA | 1644 1/1 0.97 0.11 81,81,81,81 0
54 MG CA | 1604 1/1 0.97 0.12 49,49,49,49 0
54 MG BB | 3076 1/1 0.97 0.06 43,43,43,43 0
54 MG DB | 3107 1/1 0.97 0.09 19,19,19,19 0
54 MG DB | 3016 1/1 0.97 0.08 25,25,25,25 0
54 MG AA | 1607 1/1 0.97 0.06 82,82,82,82 0
54 MG DB | 3023 1/1 0.97 0.06 44,4444 44 0
o4 MG BB | 3068 1/1 0.98 0.07 39,39,39,39 0
54 MG DB | 3014 1/1 0.98 0.06 28,28,28,28 0
54 MG BB | 3036 1/1 0.98 0.06 29,29,29,29 0
54 MG BB | 3038 1/1 0.98 0.03 82,82,82,82 0
54 MG DB | 3018 1/1 0.98 0.06 39,39,39,39 0
54 MG BB | 3039 1/1 0.98 0.07 26,26,26,26 0
o4 MG BB | 3075 1/1 0.98 0.17 35,35,35,35 0
o4 MG BB | 3013 1/1 0.98 0.07 36,36,36,36 0
54 MG AA | 1605 1/1 0.98 0.08 30,30,30,30 0
54 MG DB | 3028 1/1 0.98 0.09 29,29,29,29 0
54 MG BB | 3016 1/1 0.98 0.12 19,19,19,19 0
54 MG CA | 1613 1/1 0.98 0.08 63,63,63,63 0
54 MG BB | 3079 1/1 0.98 0.05 32,32,32,32 0
54 MG BB | 3080 1/1 0.98 0.05 42,42,42 42 0
o4 MG AA | 1641 1/1 0.98 0.04 72,72,72,72 0
54 MG AA | 1611 1/1 0.98 0.05 57,57,57,57 0
54 MG DB | 3046 1/1 0.98 0.11 18,18,18,18 0
54 MG DB | 3047 1/1 0.98 0.06 29,29,29,29 0
54 MG BB | 3083 1/1 0.98 0.07 25,25,25,25 0
o4 MG BB | 3084 1/1 0.98 0.06 19,19,19,19 0
o4 MG DB | 3051 1/1 0.98 0.09 57,57,57,57 0
54 MG BB | 3001 1/1 0.98 0.06 28,28,28,28 0
54 MG DB | 3053 1/1 0.98 0.06 37,37,37,37 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG DB | 3056 1/1 0.98 0.10 67,67,67,67 0
54 MG BB | 3004 1/1 0.98 0.05 39,39,39,39 0
54 MG BB | 3088 1/1 0.98 0.11 25,25,25,25 0
54 MG BB | 3052 1/1 0.98 0.05 27,27,27,27 0
54 MG BB | 3022 1/1 0.98 0.06 55,55,55,55 0
o4 MG BB | 3054 1/1 0.98 0.10 70T 0
54 MG CA | 1632 1/1 0.98 0.07 34,34,34,34 0
54 MG CA | 1634 1/1 0.98 0.07 46,46,46,46 0
54 MG DB | 3068 1/1 0.98 0.05 49,49,49.49 0
54 MG BB | 3055 1/1 0.98 0.08 19,19,19,19 0
54 MG BB | 3094 1/1 0.98 0.08 16,16,16,16 0
o4 MG BB | 3023 1/1 0.98 0.07 27,27,27,27 0
o4 MG BB | 3058 1/1 0.98 0.05 33,33,33,33 0
o4 MG BB | 3024 1/1 0.98 0.09 22,22,22.22 0
54 MG CA | 1643 1/1 0.98 0.07 62,62,62,62 0
54 MG BB | 3026 1/1 0.98 0.05 25,25,25,25 0
54 MG AA ] 1635 1/1 0.98 0.04 75,75,75,75 0
54 MG CA | 1647 1/1 0.98 0.08 40,40,40,40 0
o4 MG DB | 3085 1/1 0.98 0.12 64,64,64,64 0
o4 MG DB | 3087 1/1 0.98 0.09 40,40,40,40 0
54 MG BB | 3101 1/1 0.98 0.06 14,14,14,14 0
54 MG AA | 1612 1/1 0.98 0.07 52,52,52,52 0
54 MG DB | 3091 1/1 0.98 0.08 39,39,39,39 0
54 MG CA | 1650 1/1 0.98 0.09 67,67,67,67 0
54 MG AA ] 1629 1/1 0.98 0.11 62,62,62,62 0
54 MG DB | 3095 1/1 0.98 0.07 44,44,44 44 0
54 MG DB | 3099 1/1 0.98 0.07 11,11,11,11 0
54 MG DB | 3101 1/1 0.98 0.04 30,30,30,30 0
54 MG CA | 1657 1/1 0.98 0.10 51,51,51,51 0
54 MG AA | 1638 1/1 0.98 0.11 88,88,88,88 0
54 MG DB | 3104 1/1 0.98 0.10 44,4444 44 0
54 MG CA | 1660 1/1 0.98 0.12 27,27,27,27 0
o4 MG AA | 1606 1/1 0.98 0.05 28,28,28,28 0
54 MG CA | 1663 1/1 0.98 0.07 20,20,20,20 0
54 MG DB | 3109 1/1 0.98 0.10 57,57,57,57 0
54 MG DB | 3002 1/1 0.98 0.06 20,20,20,20 0
54 MG DB | 3007 1/1 0.98 0.06 15,15,15,15 0
54 MG AA | 1632 1/1 0.99 0.07 44,44,44 44 0
o4 MG DB | 3025 1/1 0.99 0.15 20,20,20,20 0
o4 MG DB | 3026 1/1 0.99 0.11 30,30,30,30 0
54 MG BB | 3049 1/1 0.99 0.05 12,12,12,12 0
54 MG BB | 3050 1/1 0.99 0.03 20,20,20,20 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG BB | 3006 1/1 0.99 0.05 20,20,20,20 0
54 MG DB | 3031 1/1 0.99 0.04 40,40,40,40 0
54 MG DB | 3032 1/1 0.99 0.08 29,29,29,29 0
54 MG BB | 3032 1/1 0.99 0.04 31,31,31,31 0
54 MG AA ] 1630 1/1 0.99 0.04 20,20,20,20 0
o4 MG CA | 1633 1/1 0.99 0.03 50,50,50,50 0
54 MG DB | 3036 1/1 0.99 0.09 25,25,25,25 0
54 MG DB | 3038 1/1 0.99 0.04 33,33,33,33 0
54 MG AA | 1651 1/1 0.99 0.05 64,64,64,64 0
54 MG DB | 3042 1/1 0.99 0.05 5,9,5,5 0
54 MG BB | 3009 1/1 0.99 0.04 35,35,35,35 0
o4 MG DB | 3045 1/1 0.99 0.04 45,45,45,45 0
54 MG CA | 1636 1/1 0.99 0.08 13,13,13,13 0
o4 MG AA | 1648 1/1 0.99 0.08 31,31,31,31 0
54 MG BB | 3057 1/1 0.99 0.10 19,19,19,19 0
54 MG CA | 1639 1/1 0.99 0.04 41,41,41,41 0
54 MG BB | 3002 1/1 0.99 0.05 9,9,9,9 0
54 MG CA | 1641 1/1 0.99 0.07 40,40,40,40 0
o4 MG BB | 3040 1/1 0.99 0.07 18,18,18,18 0
o4 MG DB | 3054 1/1 0.99 0.05 32,32,32,32 0
54 MG BB | 3061 1/1 0.99 0.04 33,33,33,33 0
54 MG CA | 1603 1/1 0.99 0.10 32,32,32,32 0
54 MG CA | 1645 1/1 0.99 0.05 28,28,28,28 0
54 MG BB | 3085 1/1 0.99 0.06 67,67,67,67 0
54 MG CA | 1605 1/1 0.99 0.05 37,37,37,37 0
o4 MG CA | 1606 1/1 0.99 0.08 30,30,30,30 0
o4 MG BB | 3003 1/1 0.99 0.04 23,23,23,23 0
54 MG CA | 1608 1/1 0.99 0.04 31,31,31,31 0
54 MG DB | 3065 1/1 0.99 0.06 25,25,25,25 0
54 MG DB | 3066 1/1 0.99 0.05 12,12,12,12 0
54 MG DB | 3067 1/1 0.99 0.17 11,11,11,11 0
54 MG BB | 3025 1/1 0.99 0.12 67,67,67,67 0
o4 MG CA | 1652 1/1 0.99 0.10 20,20,20,20 0
54 MG DB | 3070 1/1 0.99 0.04 60,60,60,60 0
54 MG CA | 1653 1/1 0.99 0.03 48,48,48,48 0
54 MG CA | 1654 1/1 0.99 0.10 32,32,32,32 0
54 MG CA | 1655 1/1 0.99 0.05 26,26,26,26 0
54 MG CA | 1656 1/1 0.99 0.03 60,60,60,60 0
54 MG DB | 3077 1/1 0.99 0.05 41,41,41,41 0
o4 MG CA | 1610 1/1 0.99 0.04 61,61,61,61 0
54 MG CA | 1658 1/1 0.99 0.04 18,18,18,18 0
54 MG AA | 1653 1/1 0.99 0.06 30,30,30,30 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG BB | 3044 1/1 0.99 0.04 39,39,39,39 0
54 MG BB | 3045 1/1 0.99 0.03 40,40,40,40 0
54 MG DB | 3086 1/1 0.99 0.10 25,25,25,25 0
54 MG CA | 1662 1/1 0.99 0.03 38,38,38,38 0
54 MG CA | 1615 1/1 0.99 0.06 54,54,54,54 0
o4 MG DB | 3089 1/1 0.99 0.14 28,28,28,28 0
54 MG DB | 3001 1/1 0.99 0.08 95,9,9,5 0
54 MG BB | 3027 1/1 0.99 0.04 29,29,29,29 0
54 MG DB | 3092 1/1 0.99 0.03 16,16,16,16 0
54 MG DB | 3003 1/1 0.99 0.06 8,8,8,8 0
54 MG DB | 3004 1/1 0.99 0.12 38,38,38,38 0
o4 MG BB | 3015 1/1 0.99 0.04 23,23,23,23 0
o4 MG DB | 3097 1/1 0.99 0.08 19,19,19,19 0
o4 MG DB | 3098 1/1 0.99 0.05 9,9,9,9 0
54 MG DB | 3009 1/1 0.99 0.03 10,10,10,10 0
54 MG DB | 3100 1/1 0.99 0.07 6,6,6,6 0
54 MG DB | 3012 1/1 0.99 0.10 6,6,6,6 0
54 MG CA | 1620 1/1 0.99 0.11 32,32,32,32 0
o4 MG BB | 3093 1/1 0.99 0.16 5,9,9,5 1
o4 MG BB | 3069 1/1 0.99 0.04 8,8,8,8 0
54 MG DB | 3105 1/1 0.99 0.05 24,24,24,24 0
54 MG BB | 3095 1/1 0.99 0.04 48,48,48,48 0
54 MG DB | 3017 1/1 0.99 0.10 22,22,22,22 0
54 MG BB | 3070 1/1 0.99 0.07 55,55,55,55 0
54 MG CA | 1625 1/1 0.99 0.04 24,24.24.24 0
o4 MG DB | 3021 1/1 0.99 0.06 25,25,25,25 0
o4 MG CA | 1626 1/1 0.99 0.05 17,17,17,17 0
54 MG DB | 3078 1/1 1.00 0.02 5,9,5,5 0
54 MG DB | 3079 1/1 1.00 0.03 7,7,7,7 0
54 MG DB | 3048 1/1 1.00 0.02 7,7,7,7 0
54 MG BB | 3011 1/1 1.00 0.05 9,9,9,9 0
54 MG BB | 3103 1/1 1.00 0.07 11,11,11,11 0
o4 MG DB | 3005 1/1 1.00 0.03 6,6,6,6 0
54 MG DB | 3084 1/1 1.00 0.03 18,18,18,18 0
54 MG DB | 3006 1/1 1.00 0.02 16,16,16,16 0
54 MG BB | 3029 1/1 1.00 0.02 7,7,7,7 0
54 MG DB | 3008 1/1 1.00 0.10 39,39,39,39 0
54 MG DB | 3055 1/1 1.00 0.08 20,20,20,20 0
o4 MG BB | 3020 1/1 1.00 0.03 38,38,38,38 0
54 MG DB | 3030 1/1 1.00 0.06 11,11,11,11 0
54 MG DB | 3010 1/1 1.00 0.03 8,8,8,8 0
54 MG DB | 3011 1/1 1.00 0.09 23,23,23,23 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG CA | 1618 1/1 1.00 0.04 26,26,26,26 0
54 MG CA | 1619 1/1 1.00 0.03 9,9,9,9 0
54 MG BB | 3059 1/1 1.00 0.03 16,16,16,16 0
54 MG DB | 3096 1/1 1.00 0.10 31,31,31,31 0
54 MG DB | 3063 1/1 1.00 0.03 42,42,42 42 0
o4 MG BB | 3074 1/1 1.00 0.05 7,7,7,7 0
54 MG DB | 3037 1/1 1.00 0.02 8,8,8,8 0
54 MG BB | 3035 1/1 1.00 0.06 25,25,25,25 0
54 MG DB | 3039 1/1 1.00 0.06 5,9,5,5 0
54 MG AA ] 1610 1/1 1.00 0.09 10,10,10,10 0
54 MG DB | 3041 1/1 1.00 0.05 29,29,29,29 0
o4 MG CA | 1611 1/1 1.00 0.02 43,43,43,43 0
o4 MG DB | 3043 1/1 1.00 0.03 7,7,7,7 0
o4 MG DB | 3072 1/1 1.00 0.06 95,9,9,5 0
54 MG DB | 3019 1/1 1.00 0.03 8,8,8,8 0
54 MG DB | 3074 1/1 1.00 0.05 12,12,12,12 0
54 MG BB | 3037 1/1 1.00 0.07 21,21,21,21 0
54 MG CA | 1602 1/1 1.00 0.06 8,8,8,8 0
o4 MG DB | 3022 1/1 1.00 0.03 5,9,9,5 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 AA 1601:

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

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)
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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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