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PDBID : 4V4H
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
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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

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

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

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

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

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

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.35.1
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.46 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 ﬂ - 42
Ramachandran outliers D (4.8%
Sidechain outliers N (7.3%
RSRZ outliers I (2.6%
RNA backbone IS - o8
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 141614 1372 (3.52-3.40)
Ramachandran outliers 138981 1337 (3.52-3.40)
Sidechain outliers 138945 1338 (3.52-3.40)
RSRZ outliers 127900 1205 (3.52-3.40)
RNA backbone 3102 1036 (3.96-2.96)

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

Mol | Chain | Length Quality of chain
%
1 AA 1542 : 23% 63% 13%
%
—
1 CA 1542 22% 64% 12%
1%
L R
2 AC 233 25% 52% 11% = 12%
5%
2 CC 233 - 30% 45% 2% - 12%
22%
..
3 AD 206 31% 51% 16%

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

Mol | Chain | Length Quality of chain
3 CD 206 27% 56% 16%
5%
- e
4 AE 167 29% 51% 8% . 10%
5%
_
4 CE 167 22% 56% 11% - 10%
7%
5 AF 135 27% 10% 26%
10%
| ..
5 CF 135 21% 39% 13% 26%
5%
| ...
6 AG 179 27% 46% 11% 16%
2%
e
6 CG 179 26% 49% 10% . 15%
21%
.=
7 AH 130 34% 57% 8%
4%
—_—
7 CH 130 42% 48% 8%
20%
= S m
8 Al 130 22% 60% 15% ..
22%
I ——
8 CI 130 22% 58% 18% .
25%
e
9 Al 103 28% 47% 17% y 5%
5%
h
9 CJ 103 17% 59% 16% " 5%
5%
f—
10 AK 129 29% 50% 1% . 9%
5%
f—
10 CK 129 32% 46% 13% 9%
8%
h I
11 AL 124 24% 61% 14% -
5%
h e —_——
11 CL 124 28% 53% 16% -
17%
| .. ——
12 AM 118 28% 56% 13% -
19%
| ...  me
12 CM 118 28% 55% 11% . .
33%
Iy —
13 AN 101 30% 48% 18% 5%
16%
_
13 CN 101 20% 55% 20% 5%
19%
-
14 AO 89 44% 47% 8% .
7%
f—
14 CO 89 40% 51% 8% .
3%
| ...
15 AP 82 23% 67% on
2%
| ... o m
15 CP 82 21% 65% 1% .-

Continued on next page...
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Mol | Chain | Length Quality of chain
23%
I — ———
16 AQ 84 18% 65% 12% 5%
10%
e
16 CQ 84 23% 62% 12%
20%
I
17 AR 75 23% 41% 8% + 27%
9%
17 CR 75 r— 36% 25% 12% 27%
38%
—
18 AS 92 16% 51% 17% 14%
36%
e —
18 CS 92 23% 46% 15% 13%
20%
L E——
19 AT 87 39% 49% 7% .-
29%
...
19 CT 87 43% 45% 10%
13%
|-
20 AB 241 23% 51% 16% 10%
9%
h
20 CB 241 24% 52% 12% 10%
14%
21 AU 71 ? 35% 20% 28%
17%
21 CU 71 * 38% 18% 28%
%
22 | BA 120 | ™ o — ————
%
22 DA 120 24% 50% 14% -
%
23 BB 2904 : 24% 62% 11% -«
%
23 DB 2904 : 24% 63% 10% -
4%
e ——
24 BV 94 30% 52% 17% .
5%
24 DV 94 - 35% 56% 7
18%
25 BC 273 T 48% 32%
16%
| .
25 DC 273 19% 48% 26% 5% »
27%
I —
26 BD 209 15% 55% 26%
22%
Iy —
26 DD 209 18% 53% 26%
23%
I
27 BE 201 21% 48% 26%
21%
I
27 DE 201 22% 51% 23%
21%
e
28 BF 179 25% 51% 22%

Continued on next page...
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Mol | Chain | Length Quality of chain
0%
28 DF 179 32% 46% 20% -
23%
I =
29 BG 177 23% 57% 19% .
17%
|
29 DG 177 29% 55% 15%
74%
e —
30 BH 149 29% 53% 17%
32%
1 —
30 DH 149 22% 58% 17%
20%
I — -
31 BJ 142 13% 57% 27% -
4%
31 DJ 142 15% 53% 28% -
10%
32 BK 123 19% 57% 20% -
%
32 DK 123 28% 54% 16%
7%
— —
33 BL 144 18% 47% 28% 6%
38%
e — —
33 DL 144 20% 46% 28% 6%
28%
I — —
34 BM 136 18% 47% 28% 7%
17%
.. —
34 DM 136 26% 49% 20% 6%
32%
1 — -
35 BN 127 20% 56% 22% .
3%
| ..
35 DN 127 20% 62% 18%
30%
Iy — -
36 BO 117 26% 47% 24% .
32%
I —
36 DO 117 26% 55% 15%
71%
— —
37 BP 115 12% 45% 35% 7%
26%
I —
37 DP 115 18% 41% 31% 9%
8%
h ma
38 BQ 118 23% 53% 23% -
14%
38 DQ 118 19% 60% 7% e
20%
I — -
39 BR 103 15% 61% 22% .
34%
e — —
39 DR 103 22% 41% 33% .
7%
40 BS 110 31% 51% 16%
8%
| . -
40 DS 110 20% 56% 21% :

Continued on next page...
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Mol | Chain | Length Quality of chain
36%
F
41 BT 100 14% 58% 22% 5% -
56%
— —
41 DT 100 18% 53% 26% -
38%
———— —
42 BU 104 18% 49% 28% ..
2%
1 — —
42 DU 104 22% 49% 22% 5%
75%
— —
43 BW 85 11% 54% 27% 7% -
38%
e — —
43 DW 85 20% 51% 25% —
30%
[ — -
44 BX 63 17% 46% 35% .
20%
e — —
44 DX 63 19% 62% 14% 5%
29%
I —
45 BY 59 25% 53% 12% 8%
20%
=
45 DY 59 22% 58% 17%
3%
| —
46 BZ 70 23% 46% 27% .
33%
1 —
46 DZ 70 20% 61% 17%
23%
I — —
47 BO 57 19% 47% 26% 5%
25%
— —
47 DO 57 12% 68% 14% —
22%
I — -
48 B1 55 16% 47% 33% ..
53%
— -
48 D1 5% 22% 40% 36% .
24%
|
49 B2 46 24% 52% 24%
3%
e —
49 D2 46 28% 39% 26% 7%
35%
e — -
50 B3 65 22% 54% 23% .
35%
[ — -
50 D3 65 25% 45% 28% p_—
55%
— —
51 B4 38 13% 55% 26% 5%
45%
—
51 D4 38 11% 34% 37% 18%
50%
e — -
52 BI 142 32% 62% 5% .
67%
e — -
52 DI 142 36% 58% 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-

(]
£
-
o
4
o
™
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ria:

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

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

0 are hydrogens and 0 are deuteriums.

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

atoms.

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
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.
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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 ¥
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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
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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 (1S,2R,3S,4R,5S,65)-2,3,4,5,6-PENTAHYDROXYCYCLOHEXYL 2-AMIN
O-4-{[CARBOXY (IMINO)METHYL|AMINO}-2,3.4,6-TETRADEOXY-ALPHA-D-ARABI
NO-HEXOPYRANOSIDE (three-letter code: KSG) (formula: Ci4Ha5N30y).
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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 (three-letter code: 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%

63%

wwPDB X-ray Structure Validation Summary Report

23%

%

Chain AA: ®

0L0

®
SN SO NMS0 0N~ ® ANOFWONDDPO TNNIHIWO __OdN®DLWOON0DO =N
[ I < I I oo © o OO OO A A A A AT AT TN NN N NN » mmmnnon + ¢ ¢
HeHHdHdHHd NN AN NAANANANTAANNATANAANN NI NN N
Vsl OV Y<OOD BTBOLODHUDDLBLOLLIDOLYL THBLULLLUIBIDUBLBOG

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)

Page 21

06TV
68TV
8810

ovIn
6ETY
8ETD
LeTn
9€TD
SETO

€ETN
CETD

0ETY
62TV
821D

¥sed
€8TV
zsen

L%TH
Eiz4
sven

S.2D

€Lzn

TL2D
oLey
6920
892N

S92H

€92V

652D

962N
62D

vLEY

TLEV
0.L€0

Lgvn
ozvn
STHD

€C¥D
{4474
114718

617D
81¥0

9T¥D

€T¥D

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

wwPDB X-ray Structure Validation Summary Report 4V4H

Page 22

€6.0
6Ly

06.LY

88.0
L8LY

S8.LD
¥8LY
€8L0

08.LY

8LLD

€9.LD

vi8vy
€780

1180
078D

8080

€.6D
TL6D

0.6D

€90T0
290TNn
79019
090TN
65070
8G0TD
LS0TD

SS0TV

€3901D
250N

801D

S7010

€70TD
cvoTv
17010
0%0TN
6E0TD
8E0TD
LEOTD
9E0TY

€€0TD

T€0TD

62070
820710
L2010

ScoTn

F

1201V

6T0TV
8T0TD
L7010
9TOTY
STOTD
Y107V

CT0TV
11010
0107

800TN

9007D
S00TV

€ETTD
CETTD
TE€TTD

62110

L2T1D

Era e
iZ43%)
€cTIn
2eTIn
TeTIn

81110
LTTTY
911N
ST
PI110
€TT1D

OTTTV

€0TTD

00TTD
66019
86010
L60TD
960TD

¥601D
€601V

T60T0
ommﬁb
980TN
S80TN

£80TN
2801V
T80TV
080TV
6L0TD
8L010
LLOTD

S.0T0n
¥.L01D
€010
TLOTD
TL0TD
0L0T0n

o

0721

80C1D
L0219
902TH

€021

66TTN
86TTD

96T TV

et
€6TTD

06TTD

S8TTD
78T1D

Z8T1D

08TTV

8LT1D

€LT10
CTLTTD
TLTTY
0LTTV
69TTY
89T1TN

¥911D
€9TTV

19110
09T1D
6STTN
8STTID
LSTTV

CSTTY
TSTTY
OSTTV
6YTTD
8¥11Nn

EVTTD

(4425
17110

9ETTD

1,231
9,219

j2kaa
€LT1D
(X4

S92¢T10
voz1n

veein
€ee1d
(4245
T2eTd
02eTd
61CTV
81CTD
L1210

71210

TIzTIn

YEETD
EEETY
CEETY

0EETN
6CZETY

LTETD
9zZeTN
SCETD
YCeETY

6IETY
8TETY
® LIETD

STETN
YIETD
E€TETN

TIETV
OTETD
60€TD
80€TN
LOETN
90ETY

Y0ETD

COETD

66CTY
86210

96210
S62TN
76210
€62TD
[414%)

0621D
6821V
88CTV

€0¥%10
2o%10
10719

66€TO

S6ETO

£€6ETN
C6ETD
T6€T0
06€1N
68ETD

L

L8ETD
98€TH

Z8ETO

6LETD

LLETY
9.LETN

E€LETD
CTLETN
TLETD
0LETD
69€T1D
89ETY
L9ETD
99€T0

voe1n

69%1D
89VTV

SOVTV
vovIn
€9710
29%10
T9%1D
09%1D
6SV1D
8S¥1D
LSPT1D
9G7TV
ST
i2ian)
€5%1D

[Si24%9)
8¥¥1D
LYYV

SvPIn
vyvIn

(4445

[
ovvIn
BEVTD
8EVTD
LEVTV
9EFIN
SEVTD
YETTV

TEVTV
0EVTV

8TYIV
x4 4)

SevIn
vevin
€CV1D
(4445

6171D

STY1D
vIvin
ETPTV
CI%10
11910
(5441

LOV1D
90¥1Nn
SO%TD

0€STD

42STn
9TSTD
GTSTD
41
€CSTD
¢TSI
12810

8TSTY
LIGTD
9181D
STSTD
YI8TD
€ISTV
c¢IsTn
T1S1D
0TSTD
60STD
80STV

S0STD
70STD

L

00STY

86710
L6Y1D

96710
76¥1D

o
145544 4
16710
06710
687D
88%1D
L8%1D
98%1D
S8Y 1IN
¥8Y1D
€8VTY
871D
8y
0871V
6.L%1D
8.L%1N
LLY10

SLYTD
vy
€LVTD
cLyIn
TL710
0LyTn

vestv
@ €ESTO

16S RIBOSOMAL RNA

e Molecule 1

12%

64%

22%

Chain CA:

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 23

SvD
1444
€70
(44

8V

o
2
:’I

62TV
81D

%210
€z
(445

0zTVY
61TV
811N

ST1D
v
€T1d
(435
TT1D
0TTd
60TV

L0TD
901D
SO0TD

{405
660

86V
L69D

S60

zen
160
062
680

98D

[4:5)
T8Y
08Y
6.0
8LV
LLY
9.9
SLD
YLV
€LD

69D

SOV
%90

891D
LOTV

%910
€910
29TV
19TV
09TV

831D
1810
991D
STV
ST

CSTV

671V
8¥TD
L%1D
971D
SP1D
445
EVIV

1345
o%1n
6ETY
8ETD

SETD

€ETN
CETD

0ETV

8.TH
LL20
9.2H
S.2D

eLzn
c¢Led
TL2D
oLey
692D
892N

S92H
%920

[4°744

652D

9.€D

vLeY

TLEY
0.L€0

09€D
65G€D
8gen
LS€D

i

Levn
9TYN
1470

£€Cyd
(4474
15470

61%0
8T¥D

9T¥D

€T¥D

¥190
€150
2180

S0SD
oSy
T0SD
005D
667V

967Y

3

{457
067D

687D
88¥%0

£8%0

115D

969V

L08Y
9080

7osn
€089
208y
T080

161D

3

€6.0
6Ly

88.0
L8LY

981D
78LY
€8L0
08LY

8L.LD

TL8Y

698D
8980

9980
§98Y
798V

298D
1989
098Y
698D
898D
198D

vsen
€580

8¥%80
L¥8D

718V
€780

7180
0780

8080

]
176D
0¥60

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 24

€90T0

LY0TD
V0TV

€%0TD
cvoTY
901D
0v0TNn
6€0TD
8€0TD
LEOTD

SEOTY

® Teotrd

62010
82010
L2010
920TH

4405

1201V

6T0TY
8T0TD

9101V
STOTD
Y101V
€T0TD
10TV
11010

800TN
L0070
900TD

YETTD

CETTO
TETTD

82110

921N
SgTINn
%2110

zeTIn
1z
0ZT1D
6TT1D

LITTY
91110

TT1IV

LOTTO

980TN
S80TN
%8019
€80TN
280TY

080TV

8.L0TN
LL0OTD

S.010
V.L0TD
€070
TLOTD
TLOTD
0L0T0
69070
890TD
L90TV

LBTTY

.

26110
1611V
06TTH

88TTV
L8TTD
98TTD
S8TTH

08TTY
6LTTY
8LTTD
LLTTD
9LTTY
SLT1D

€LTT0
CTLITO
TLITV
0LTTY

89T1N

99TTD
S9TTN
%9110
€9TTY
29110

09TT1D
65110
8GTTD
LSTTV

SSTTV
¥ST1D

(445

8ETTY
LETTO
9ETTY
SETTN
23499

2eeIn
T€21D
0€TTD
62CTY
8CCTID

€210

11445
02ZTH
61TV
81210
L1210
91TV

crein

0TZTID
60CTD

L0TTH
902TH

00210
66TTN

veetv
€CETD
2TETD
12€10

9TETD
STETN
2545
€TETN
CIETD
TIETY
0TETD
60€TD
80€TN
LOETN
90€TV
SOETH
70€1D

662TV

L62TD
96210
S62TN
¥621D
€621
[4345)
06219
68CTV
88CTV
L8TTV
98210

%8210
€82TN

6.2TD
8.CTD
L.21D
91219
SLTTY

TLTTD
TL2TV
0.21D

S92T0
vozin
€910
29210
1927V

68€TD
88€TD
L8ETD
98€TD

CT8ETD
T8ETN

L

LLETY
9.LETN

vLETY
€LETD

TLETD
0LETD
69€TD
89€TV
L9ETD
99€TD
G9ETD
7oeTn
E9ETV

TOETD
09€TY

89€TN
LSETY
9G€ETD
SGETD
YSETN
TSETD
TSETN
0SETV
6YETY
8¥eTn
LYETD

YPeETD
EVETD
CYETD

BEETY
8EETH
LEETD
9€ETD
SEETN
veETD
EEETY

0€geTN
6TETY
8CZETD
LTETD
9zeTn
GZETD

19710
09¥%10
6S¥TD
8G¥TD
LSPTD
9SPTV
SSPTD
eids)
€571

LYYTY

L

o 1¥vIvV

6EVTD
8EVTD
LEVTIY
9€VIN
SEVID
YEVIV

8CYTV
pX4745)

147491

445
(4445

6171D

STPTID
vivin
ETVIV
¢I¥10
11710
(544 4
60%TD

90%1TNn
SO%TD
y0%1D
€0%1D
2071
TOVTD

66ETD

LBETO

V6ETY
€6€TN
CTBETD
T6ETN
06€TN

¥ZSTo
€2STH
2esIn
12510

61STV
81STV

91STH
STSTD
¥181D
E€ISTY
[4 5191
TISTD
0TS1D
60GT1D
80STY
LOSTY
90STN

00STV
6671V
96710
76710
1457234
68%1D
88%1D

L8¥1D
98¥%1D

¥8%10
€8VTV
[4i4%]
8710
08%TV
6.%T0
8.%1Nn
A4
9LV
S.L%1D
vLy10
€LY1D

TLYT0
0L¥1I0n
69%10
89¥TV

SOVTV
wovin
€970
[4i4%]

€€STD
2eSTN
TESTV

e Molecule 2

62STD
8TSTN
LesTn
92STH
S¢STH

30S RIBOSOMAL PROTEIN S3

11%

298
o1
()4

8%y
AL
961
SGA

12%

.
3]
It}
I':I

TSA

11%

67V

oY1
e S¥E
42!

vl
15728

6€Yd
8EA

€ed

52%

TEN
0ea

pracs
9TA

j£4\

=
o
I=I

® 8IN
LTM

)
—
£

25%

€11

11
(0)%:1
[ ]

T} [ o)
::IZUH

VA

(4]

Chain AC

LTTA
9zTY

€211
[441i]

0ZTL
6TTI

90TY

3

TOTN

86Y
Led
96A

€61

16V
06A

8.3
LLD
9.1
SLA
LI

1.4

T6TL

68TH

S8TL

€8TX

B6ETN
8T
LETA

SETY
TETA

CETY
TETH

30S RIBOSOMAL PROTEIN S3

e Molecule 2

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 25

5%

12%
oo}
@

12%

45%

[
0 O~ ©
Mo 0
IQIx -

30%

Chain CC

99L

794

298
ToN
09V

® 9SI
SSA

15729

2

£ea

0ea

N~
N
.mI

€av
{44

8TIN
LIM

T
(U5

LETA

vet
EETH
CETY
€74
0ETH

76V

T6vY
06A
68A

981
S8

€8A

SLA

238

T.4

89H
191

€024

T02I
@ 0ozM
66TA

961D
S6TI
v6TA

T6TL

€9TH
29TV

0974

SGTH

07TV
6ETN

9021
sozd

30S RIBOSOMAL PROTEIN S4

e Molecule 3

99A

Tod
® 091
694

16%

LSY

e ¥l

O%H

51%
©

€el
4.1
€0
0€x

[N )

©

IS
I<.

TTA

e 0T1
614

L1d

31%

22%
-

€Td
(4%
e 1iIs

63

Chain AD:

| se1s 0ozA
CETV 6611
TETI 86TT
0ETN ® L6TH

® 6CIA ® 9613
8CTTIA S6TN

N
o Sy
nE =
[ ] [ ]

°
o 1TV 0611
e o0zmi | esta
6TTH 881S
8TTS 1814
LTTA [ egra
9111 a81d
STT
PITH
eITY
351 1814
TITY 08TL
oTTY 6.1
60TL o 8.3
.
°
° ® Gl19
® PO e €£.1a
° mmﬂm
00TA 0L11
66N 69TM
860 | |
|61 o1y
964 £9T0
19TV
| | 8571
681 | asTv
88N 93TV
188 e SSTN
| 9s e 7STA
78N
W I
. sy
181
08y 8YTY
L. o
128 °
[ | e SvTH
VLA PHIT
| | €918
1.4 | |
oLb 8eTd
694 LETS
891 | |
197 $ETA

S0TH

20TT
Tozd

30S RIBOSOMAL PROTEIN S4

e Molecule 3

42
€91
c9d

D O
0L © Q
X > m

~
n
4

16%
o

TSA

Sbd

<
<
x

17D

6€d
8€D

56%

= oM ©
N M m oM 32}
= B <

9TV

[se}
]
o

-
N
le

614
811
L1d
911
S19

27%

e1d
[958

0711

Chain CD
@ |

8CTA

STIN

+

ECTH

6TTH
8118
LITA

STTD
YITYd

(a8
TTTV

60TL
80TV
L0TH

SOTH
TOTH

(409
TOTA

66N
86d
1671
964
S6D
v6d

88N
184

S8L

181

8Ly
1.3

SLK
22

894

99A

S6TN
7611

(4344

1874

98TH
G8Td

€874
z8TA
1814
08TL
6L1D

LLTH
€L1a

TLIA
TL14

197d

Szaags
Ig 85 als
e Molecule 4

867171
L6TH
9674

30S RIBOSOMAL PROTEIN S5

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 26

- 10%

8%

51%

29%

5%
[

Chain AE

ooV

4z
€¥D
(478
el
ova

LEA
9€L
S€T

€eL
ced

8¢y

92D

YA

143

614

LIA
9TV

vl
€14

o
«©Q
I:l:

110

101D

S6N
V64

68L

L8A

78A
€8d

081

©
cm
=

iZA 4

[
™
~
I>

9GTH
SGTY

CSTA
TSTH

30S RIBOSOMAL PROTEIN S5

e Molecule 4

10%
- N

11%

56%

22%

5%

Chain CE

{434

L

8GV

9G6d

674

9D

!
€7D

ova
6€D
8EA
LEA
9€L
SET

€EL
ced
T€S

621
14

929

= N
o N
n X

)
—
-

©
—
<

o
©
)

P11

~
~
=

(45!

(%1
64

€11
(449

0CTH
6TTA

9TTA

e 7111
ETTA

TITH
OTTH
60TY
801D

SOTI

20Tl
101D

960

64

c6d
16S

[=3
[
o

©
€0
==

0
)
3

© = o m
N © 0 0
(& oA

©
~
=

LA

—
~
H

69N
894
1,94

SoY

30S RIBOSOMAL PROTEIN S6

e Molecule 5

26%

10%

36%

27%

4%
-

Chain AF

694

L9d
99V

€ON
(420

09A
6GA
8GH

983

TSI

o
el
A

LY1

Svd

[47:\
wa
ovd

gex

(434

621

44"

1

(448

=
o
I:

8TA
LTD

(41!

-
©
=

0oTA

j=)
Iz

LA
ST

128
€H

00TS
66V

96A

¥6H
€631

68A

<
o
=3

© N~ 0
~~ S
BB

0
~
=

™
~
=]

0LA

30S RIBOSOMAL PROTEIN S6

e Molecule 5

R

o

o~

R

m

—

R

[o)]

m

R

—

o~
X
o
—

&

=

o=

<

5

TSI

™

00TS

L61
® 96A

® ¥6H
€64
® <T6L

Wo o
K |© ©
/g =

9LL
S.3
e Y.l

cLua
TLI
0LA

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 27

30S RIBOSOMAL PROTEIN S7

e Molecule 6

X

©o

—

R

—

—

R

el

<

R

~

o~
R
n
—

)

o=

<

mmw

=N m S
© © OV Y Y
BEE>< A

SG%

[4sts

671
8vL
Lva
oY1
SYV
vvs
€VA
(47

Sed
ved
€V

oca
61S

8.4

VLA
€3

TLL

694

LON
994

CETL

0ETX

30S RIBOSOMAL PROTEIN S7

12%

e Molecule 6

15%

1

10%

49%

26%

Chain CG

S91

€9A

794
® 09V
654
8S1

9GS

150
oSy
671

3

i

[
III\ II..
©
&

@ Z21id

(5%

30S RIBOSOMAL PROTEIN S8

e Molecule 7

57%

34%

30S RIBOSOMAL PROTEIN S8

21%

Chain AH

064

8834
184
9834

¥8I1

e Molecule 7

14%

8%

48%

42%

Chain CH

091

[
o S w0
& S <
S (=]

(475

® 6¢g1

~®
o o
Iz>

SEI

T€1

6cs
8¢S

1198

61V

L10

SIN
4%

T

o
©O N~ —
H<AQ =

¥a
€0

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 28

€63

06d

983

o)
[
I}->'

89

o
©
o

LLA
9.4

e ©.iI
€LS

30S RIBOSOMAL PROTEIN S9

e Molecule 8

X

N

—

X

o

©

xX
SRR
~ o
=
=
o=

<
5

®

~
<
=

ST

[
o
e

(X ]
~
®
>

0
]
5]

e el
€ES
{4

® O0EN
@ 621

[
o
a N
B =

LN
o
—
o

(458

[4qx:

0zTVY
61T
8114
L1TT

STTA
2958
ETTA

T11d

601D
80Ty
LOTY
901d
S0TYH
YOTL

00TV
663
864
1,61
964

64
€61
®
Ted
06d

884

S8Y

€81
281

08H
6.4
8.1
LLY

<
N
o

TLS

04D
69D

99A
SoL
79I

T9a
091

®
[
©
s

e Molecule 8

914

L]
@ €21y

30S RIBOSOMAL PROTEIN S9

18%

58%

22%
22%

Chain CI

ced
e

[
IS
H

® SIV
1S

(0)%:1

0LD
69D

99A
SoL
79I

30S RIBOSOMAL PROTEIN S10

e Molecule 9

25%

5%

17%

47%

28%

Chain AJ

191
9934
S9&
790
€9a

8GN

S6d
¥ss
€81
{4
TSA

674

b

€%d

6ed
8€D
LEY

seb

1

Ted
oex
62V

30S RIBOSOMAL PROTEIN S10

9CA
Sl
44

61d

+
3

STH
¥1a

3

o
-
pE

© a

00TI

[
o)
(=4

861

96A
S6D

06T

181

081

8.4
LLA
® 9.I

@ €Ll

OLH

e Molecule 9

5%

16%

o = Nm <
D O 1) O W
BHEAaAH®

59%

17%

5%

Chain CJ

09a
694
8SN

SGd

ik
Lvd
9%d
Eig
4
€%d
vl
Tvd
0%I
6€d
8€D

Sed
veY

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 29

® <2011
T0TS

86A
Lea
96A

vev

T6d

684

187

S8a

€LT
cLd
L1
OLH

e Molecule 10: 30S RIBOSOMAL PROTEIN S11

994

90

9%

11%

50%

- N m
< &
"—"OBI

29%

5%

Chain AK: T

Ll

LSS

<
Tl
7]

w
<
=

0
=

TLQ

e Molecule 10: 30S RIBOSOMAL PROTEIN S11

~
©
5

5%

Chain CK: -

9%

13%

46%

32%

894
193
99V

7oA
€90

oV
094

96

089
67S
8%d
LD

STL

e Molecule 11: 30S RIBOSOMAL PROTEIN S12

90TI

661
86V

961
S6L

{418

983
S8A

€8A
284
e 181

3

LLD

S.3

€LA
LY

oLy
69D

14%

61%

24%

8%

Chain AL:

o
©
12

LSL
96T

¥SA
€94
[4:n)
TSA

674

9vS
SYN
¥vd

(478
T9d

3

LEX
9EA

veL

— oM
m M m
o >0

@
N
X

@ €TIv
® 2T

611X

LTTD
9TTX

€11y

b

60TY

90TA
SOTD
7018
€010

TOT1

3

® L6A
961

764
€64
T6A

06d

880

98A
S8y
78D

8y
T8I

6.1
8LA

S.4
vL0
€LT

991

798

(41

e Molecule 11: 30S RIBOSOMAL PROTEIN S12

9%

16%

53%

b

28%

Chain CL:

O = NMms WO
© © O O OV O O
BE> 0>

8SN

9581

YSA
€94
290
TSA

SPN
¥vd

Tvd
0%l

9EA
o
veL
€€0
(4N
Ted
ogyd
623
8zh
Lzd

2 -
e+ D
= o

Sev

ozA
® 6IN

9TV

e

©
=}

[445))

LT1D
9TTA

€T1Y

OTTY
6014
80Ta

90TA
S0TD
7018

00TV

864

961
® S6H
V64

e Molecule 12: 30S RIBOSOMAL PROTEIN S13

T6A

184
98A
® S8d
78D

[4:11

081
6.1
8LA
LLS
9LH

CTLN
TLH

® 89D

13%

56%

28%

17%

Chain AM:

R LDWIDE

O

PROTEIN DATA BANK

W



Page 30 wwPDB X-ray Structure Validation Summary Report 4V4H

° o [ ] [ ]

O+ oM © - o S 2 O o0 [ oo I — ] N~ ool oo 0 © N~ 0o —- oo

- WON®©OO® oo — NN NN ® ® M SIS S S 00w WM LWLW WO 000

- BH=HAMATDNXD H HNOGE> BHmnx A B A nEAn OHABAEAR>=ENXL> >

° o o000 0000 o () ° ° °

=3 ® Ok oo
© o old o 0O~ o SR O 0 DO - N YW O~ 0®O o cl@o o~
© QKN s NENKK®©O® RIPVRWRRDNRBDD DD NP D = e
O ~o = nHXMEAEA O ~ Ho/e o H >R T ~ 2] ~ ~ o

e Molecule 12: 30S RIBOSOMAL PROTEIN S13

19%
. | ... o e
Chain CM: 28% 55% 11% = .

Al

I6

N7

18

P9

D10
H13
A14
I16
A17
L18
T19
V24
G25
T27
G37
138
A39
K43
144
S48
E49
G50
Q51
152
D53
T54
L55
V59
A60
F62
V63

] (X )
o —f@llo WO~ © 2}
[} I =) N M ¢ © N~ 0O [ ¢ W o~ 0o Ba N o 0 N O O [eX=] S oo —
GBS SRS ERINCE N @oBo ool o ooille o 3 Ao D= oo ha
HEAd@ad@EHn=MHXeE 15380 >mS g2 Ao BE=<cBb® X

e Molecule 13: 30S RIBOSOMAL PROTEIN S14

33%
. o
Chain AN: 30% 48% 18% 5%

o o (] o [ XN X ) e e00000 o 0 O 00 000 o000
| o-aN® ©ON OO o ® B O = oHAa®IwON® <
- W QO o R I ] a N ® @ o IEISEFSIgEY fre3
< = RmENE> < QX > o< <H+H®A S>> AaxHo e (7]
o e oo °
NS ON0ONO =N N~ OO o N MmN N o [ o
©Q © QOO OQONKN N~ NENQORRQ R OO - -
EORCOEHT AT N COn@EHNXE®E = MmH a0 <
e Molecule 13: 30S RIBOSOMAL PROTEIN S14
16%
Chain CN: 20% 55% 20% 5%
L) (X ] [ ] L) LN o o
O+ N M WO~ o WO O N o o - S W o N ® [ RS (T BB S R e}
oo QO oo ISR RS Dm0 onon 4 & S W WWLWLWw MW Q
X own mEE e < [=] [ I = A== ~m = B Aax Ao An®MA®NEoME
e [ ]
=3
oo m N~ - Ok oo o o w0 © o © I~ 0 eSO
© Q@ © © Q ~ ERNE @ ® Q0 0 W ® o © o 0 %0
= (O [T © (B TH R S| =E & - A MK <=

Molecule 14: 30S RIBOSOMAL PROTEIN S15
19%

. — —
Chain AO: 44% 47% 8% -

(] 0 [ ] e o (] L N (X ] [ ]
|| » S o = o N~ OO o WS BN M e N MW © o9 2] ® OO -

M © el Q IS IS] [ S R B B R B S [rolTs ToRT:) 0 0 © © © O NN
qn < gRE B a (2021 o><Jda o A @ X oom A = >0 - AN e

[}
<IN~ 0@ O < NM Do~ 0
~ N~ o~ 0 0 © ©Q o 0
> >H@EAdFREASdER

WO RLDWIDE

eP

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 31

4%

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

8%

°
0 o
© =

51%

40%

<+
~
I>I

TN

294
190

6SA

991
SS1

€94
[4st:!
138

6VH
8¥%a

+

884
.84
981
989
781

18I
081
6.4

LLR
9.4

e Molecule 15: 30S RIBOSOMAL PROTEIN S16

9%

~ o < 0 N~ o o
9 [T Te) 0 © © ©
e - A =] = o 12

67%

23%

13%

Chain AP:

)
B
o

K
3]

e ©¥S
® Evv

e Molecule 15: 30S RIBOSOMAL PROTEIN S16

® 18V
@ 08y
6LN
8LA
1.4
9L

11%

65%

21%

12%

Chain CP:

ToA
09M

b

9%y
SSa

€5a
® 291

67D

e L¥d

Sva

® £
[472%

® 8€d

® 9€A

ved
EEHS

Ted

62N

e Molecule 16: 30S RIBOSOMAL PROTEIN S17

083
BLN
8LA

X
in
X
o~
—
R
n
©
o
~f R
%
—
]
o=
<
ﬂhv

€90

e Molecule 16: 30S RIBOSOMAL PROTEIN S17

6.4
8LA

SLA
LT
€LL
TLM
TLS
0L%

8934
198

S9d
o4

12%

62%

23%

10%

Chain CQ:

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 32

® 18V

e Molecule 17: 30S RIBOSOMAL PROTEIN S18

27%

8%

41%

20%
23%

Chain AR:

€50

180
® 08X
673

PAZ:S
e 9%l

¥yl

s
0%d

SES

EET

TEA
0EN

8¢
SCI
¥za

e 12d

® 614

e Molecule 17: 30S RIBOSOMAL PROTEIN S18

27%

12%

25%

36%

9%

Chain CR:

30S RIBOSOMAL PROTEIN S19

e Molecule 18:

14%

17%

51%

38%

16%

Chain AS:

@ 094
® 6SA

30S RIBOSOMAL PROTEIN S19

e Molecule 18:

. 13%

15%

46%

36%

23%

Chain CS:

6SA

9SH

i

TSH
® 0SA

® 8¥I
ol L
e 971
ol sm |
44"
5700
(471
Td

[ XX}
=3
&
29

6€1
8€L
LES

Sed

118
9.1
| s
LV
01
[oeo

o
N
9p)
Z
Ca)
&=
©)
oat
W
3
<
=
©)
N
©)
=
oat
9p)
=)
™
&
i
=2

=3

3]

5]
S
=

°

<
N
©n

0 O
32
I>m.

914

[ ]
@
©
=

o000
0 ©
© ©
.:>I

X
o
~N

7%

49%

39%

Chain AT:

R LDWIDE

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 33

894

991
S9T

€94
oV
ToV
090

LSA

94d
)

[4°xc!

0S4
(944
8%

44l

veA

Te1

€8N
281
180

e Molecule 19

6LL

30S RIBOSOMAL PROTEIN 520

29%

10%

45%

43%

Chain CT

TLY

L

@
o0
pics

98Y
S81

281
6LL
8.1
LLN

Y.H

30S RIBOSOMAL PROTEIN 52

13%

e Molecule 20

10%

16%

51%

23%

()
~
=

Chain AB

198
() 4
6SI

674

[oew
Lvd
L oom

< 0
N
~ B

L )
[
™
H

~
o
=

(X J
o |10
o @ o
< II:z

LN )
I
®
[

© o
N m M
~ o

9TH

) -
— N
|2 >

91D
ST4
¥TH

(45

—
—
<

3

(0)2:1

869D
s

961
T

2]
o)
=

[ o
0 o)
.[.'-‘Iz

& W0
© ©
- 0

3

o
@©
B3

SLY

Tl
TLL

69A
@ 894

® 991
SO

78TV

28TA

@ LS1d
@® 9ST1

® €STH

012l
60CA

702a
€020

06TS

30S RIBOSOMAL PROTEIN S2

e Molecule 20

10%

12%

52%

9%
24%

Chain CB

o
=X ==

oo [l < w0 ®
™ el 0
[V = o

(=3 o
D )
12 =

790
€94

09V
651

~
o
x

o - < ©
gN N o
> A =

©
—
(&

©

=}

=
I.

€6H

88d
180

S8

€8V

T80
0834

L

8Ly
L.3
9.8

LY
€.4

0Ld
69A
894
191
991
So%

S6TA

€61a
2¢61d
T61d

I

1810
98TA
S8TI

€814
Z8TA
181d

8L11

9LIN

vi13

LS1d
9STT
SSTD
ESTH

® O0STI

8%1D

SYIN
v1a

O

R LDWIDE
PROTEIN DATA BANK

W



4V4H

28%

20%

35%

wwPDB X-ray Structure Validation Summary Report

14%
15%

e Molecule 21: 30S RIBOSOMAL PROTEIN S21

Page 34
Chain AU:

son 290
%99 199
£90 090
[ e 65V
. 199 .
63V
X EE < ssn
o P
€531 M ssn oI
270 ~ 1Y %3 199
€8y sV
. - =i wia [
8p0
apy o 9wy 0gv 150
o vy 32 6%0 LT19 | owv
£vd o v svn [ | SHY (25
eva Lo #7110 Cowd Elady
° e il 9%V mms £%0 $110
° e WL | e (4} €110
6eY M ovd e 0170 o [435:)
8ed - ovn 110
° — ° I eV 011D
° o ° ~ 107D 8€D | 60TV
o. N - in ovn 9019 B 0 80TV
e ° 6ev 5019 n 90 1019
I Z o ed [ | $OTY g€0 | 9019
m | eew 9€0 mmS BEY S0T9
TEA zey £€9 0TV
ogd = [ | I 0019 zen £0T0
62y (@) e 8Tl €D | eev 1€ Z01
821 ~ xdy ANn zen 869 ANn 0gD
| 9en €0 . .60 +
A x STy o 969 o'
— @9 I B sen I g6n
< = 6V = 6V
e sed (4%} 120 £60 €60
220 M I M | 9z 260 M {%24) 260
| o1es O ° szn 160 €29 160
ocy n 673 @) %20 @) zen 060
61 O 814 N €29 n j14) 680
814 foa Cote @) zen ° O e 8%
114 o o1y oa) . 129 180 faa) r 180
. oty o ST — W 0zd 989 — o 110 | |
ST1 244 o ~ 610 | &gy ot W 91H z8n
I 0 <f . £TA 819 89 ~ - [ |
o KRR e <z w2 110 €89 [p) $I0 L0
z1a o~ 114 LO 919 zen L0 e 919
o - oo & e w ) sl
e 01d 61 ° yI0 | osn 3 110
R TR R
Pt [} - [} ‘s 8LV [} s [ | 040
oo = -] o o = < 110 L0 = < 5 699
sn 1) @) sn 3] m | 919 13) ) 9
o i < = iz < o L5 E7R) < a an
e eI [a) = e1 o = 99 mB o = . w
€0 590
e HET S m 275 -k
) (@) ) (@) 99¥ ) (@) . n €90

11%

62%
RLDWIDE

O
PROTEIN DATA BANK

erbDeBe

W

24%

23S RIBOSOMAL RNA

%

e Molecule 23:
Chain BB: .



4V4H

wwPDB X-ray Structure Validation Summary Report

Page 35

8¥%d
L¥D

SD
44l
€¥D
(a4
w0

Tev
0zd
6TV
81N
LTD

STD
431

{49
10
0TV

- WO © Q=N M © o
S pER B S ™3
< <uv bOUVBD< S <

80
LD
oV

€n

TETV
0ETO

8210
12TV

j74%]
€CTD

21D
0ozt

L11D
911D

(4991
TTTV

801D
L0TD
901D

660

960
S6v

(=3
1)
=}

~ O oo
© © © N~
PV LU

990
S9N

6920

%920
€92D

892D
L1520
952y

792D

[4:143)

082D

L¥TH

174

76€D

06en

88€D
180

1

LYEV

i
[4ci0]
1570

8v¥N

9v¥D
S¥¥0

EVvY

vevn
€EVD

6CVY
8CHY

9¢¥0
STHD

L0SY
908D

€08y
20oSY

8LYY
LLVY

¥.LvD
€L¥D

LLSD
9,50

S990n
799D
€999
299D
T99V
0990

899N
L3590
9599

8CLD

9TLD
STLD

€CLD

TTLY
0z.L0

8TLY

9TLY

€TLD

%0.LD

SL9Y

€190
L9

899V
990

9080
S08D

20o8Y
L6LD
96.0
S6.L0
v6LY
88.LY

18.D
98D

8LV

8L.LD

9LLD

YLLD
€LL0
CTLLD
TLLD
0LLD

9.0
99.0

YoLY
€919

09.D

8G.LD

9G.LY

vsLn
€G.LY

TS.LY

8v.LD

T€LD

0480
698D

998V

S980
798D

618V

118D

7180
€780

1180

8089
L080

S.8D

3

T80

€76V

VeV

LEBD
9E6Y
SE6D

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 36

79070

6S0TD

LSOTV

GS0TD
7501V

2¢S0TD
TS0TD
0S0TY

8701V

0001V
6660

o

SCTTD
¥C11d
€CTT0

12110
0ZTTD

8TTTD
LITTD

T0T10
00TTD

860TV
L6070

2601D
601D
060TY

S80TY

€80T0
280TN
78010
080TV
6.L0TD

LLOTY
9.L0TD

CLOTD

6901V
890TD

S90TN
%9010
€90TD

CBTTD
16110
06TTD
6811V
88T1N
L8TTD
98T1D
S8TTD
811N
€8T10
Z8T1D
T8TTN
08TIN
6LTTD
8L11D
LLTTD
9,710

CTLT1D
TLTTD
0LTTD
69TTV
89T1D
L9TTD
99T1D
SOTTV
¥9T1D
€9TTD
2911

09T1D
63TTN
8ST1D

9STTV
SSTTV
¥ST1D
€STID
2ST10
TSTTV
0STTD
6711D

SYT10
44211

Wi
0%T1D

8ETTD
LETTD
9ETTH

TETTD

CETTH
TeTTN
0€TTY
62210
82C1H
L2219

221D
j£449)

zeen
12T
02eTd
61210
8121

9121
STCTH

€1CTY

L0210

voTTV
€021
20T
TozIn
0021
66710
86T1TN
L6T1D
96T1D
S6TTH

€6TTD

TTETY

0zZeTD
6TETD
8T€TN
LIETD
97€TN
STETD
YIETD
E€TETN

TIETD

60E€TH

LOETY
90€TD

COETY

00€TD
66CTD
86210
L6210
96219
S62T0
vecIn
€62TD
[4:1a%)
16210
06210
68210
88CT1H
1821V
98CTV
S8TTV

€8CTD
c8TIn
821D

VLTV

|

€9210

0921V
6SCTD

LSTTD

S6ETV

TBETY
T6ETN
06€TN

88ETD
L8ETY
98ETD

Y8ETY

T8ETH
T8ETD

6LETN

SLETN
V.LETD
ELETY
cLeTn
TLETD
0LETD

89€TD
LOETY

GOETY

T9ETD
09€T1D
6SGETY
8SETH

9S€TD
GSETD
vSeTV
€SETV

TSETD

LYETY
9YETD

LEETD

TEETD
TEETD
0EETD

8TETY
LTETY

SzeTn
vZeTd
€CTETD

L5910
9S¥1D

F

EEVTV
CEVTD
TEVTV
0EVTD
(1449

9CY1D
Elaa%)
4445

(4445
11425
(4444

8T¥1D
A A
1545

14545
ETVTIV
(45491
TI710
(548
60710
80%1D
L0%1D
90710
50710
144
€0VTV
covTn
TO%1D
00¥1T0n
66ETD

44515

LISTD
91STD
STSTVY
¥181D
€15TN
CISTO
TTS1D

80STY
LOSTD
90STN
SOSTY
YOSTY

COoSTY
TOSTD

66%T0
86¥%10

9671V
S6VTV

68510

9851V

€831V
28510
T8STD
0851V
6LSTV
81510

F

TLSTY
0LSTY
69STY
899T1H

99GTV

%9310

S99TV
Y991V
€991
29910
T991D
691D
85910
L8910
9591D
G991V
Y991V
2991V
19919
6791
8¥91n
Ly91n
97910
mwmﬁu
Zvo1d
1991V
6€9TD
8€9TD

LEITY

¥zotn
€291

L1910
9191V

0T9TV

8091V

%0910
€091V
209N
T09TD
0091D
66510
86TV
L6STV
96STV
S6ST0
¥6S10
€6STV
26510
T6STV
06STY

8TLID
LTLID
9TLID
sgL1In

S69T1D

T69TD

0691V
6891V
88910

98910
S891D
78910
€8910
28919
891D
08910
6L9TV
8L9TV
LLOTY
9.L9TV

€L9TD

TL9T0
0L91D
6991V
8991V
L9919
99919

ToLTY
TOLTD
09410
6SLTYV

LSLTY

VSLIV

CTSLID
TS.10
0S.TD

TELTD

L9819
9981V
S98TN
79810
€98TD
981D

8981V
L8819
958TN

881V
€981V

8¥8TYV
LY8TY
9¥%81D
S¥81D
¥¥810
€¥8T0
2¥81D
810

8€8TD

€€8TD

0€8TD

12810
9281H
281N
v281d
€281
2e8T0
1281V
0z81n
6181V
818TN
L18TD

€18TD
21810
T181D
0T8TV

S08TV
081D
€081V
2081V
TO8TV

66.LTD

L6LTD
96,10
S6.LTO

CTEBTY
T€610

661D

SC6TO
2610
€26TN
2C6TH
12619
0Z6TD
6161V
8T6TY
L1610
9T6TY
ST6TN

11670
0T6TD
60610

906TD
S06TD
061D

TO6TV

86810
L6819

76810
£68T0
26810
16819
0681V
6881V
888TH

98810
S88TV

€88TN
28810
18810
08810
681D
8.8TD
LL8TY
9181V
S.81D
v.810
€819

TL8TV
04810
698TD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 37

2002
T002D
0002D
66610
8661V
L6610
96610

€6610

T661N0
06610
68619
886T1D
L86TV
98610
S§86T1D

1861V
086TD
6.L6T0

v.L61D
€L6TD
TL6TD

0L6TY

S961D
961D

6S96T1D
8S96TD
LS6TD

SS6T0

€561V

TS670
0S6TD
67610
8%61D
LV61D
9v61Nn
S¥61D

£Y610

T¥61D

LEBTY
9€6TV
GE6TD
7E6TD
€E6TD

v.ozn
€L02D

TL0OTV
0,02V

19029
99020
§902D
79020
€902D
2902V

6502V

vsocy
€502
csoey
TS02V
05020
6%02D
8%02D
L¥02D
9%02d

I

cyoey
0z
0%02D
6€020
8€0TD
LEOTY
9€02D
SE0TD
veozn

0€0TY
62029
8202n
12029
9z0zn
202D
j£4u4)

ozozy
6102V

v1ocy

6002V
80020

@ 8EITd

L

E€ETTH

80T2Y

90720

2012
10TV
0072ZH

86020
L60TY
96020

v60cv
£602D
Nmmmz
8802V
18029
98020

%8020
£802D
280CV
78020
080TV
6,020
8.0T0
L.L0TY
9,020
§s.020n

Leten
96T2D
S612n

€6T2D

9812
S8T12N
21141

[4:3241

@ 08720
6.12D

9512
Ss12n
2124
€ST2D
(4124
8120
08120

® 8%1ZH
[
® 97120
@ S¥12d

€¥12D

®
® 0v1Zd
@ 6g1en

§9zen
¥92ed
€922D
c¢ozTen
19220
0922D

89¢2D
Lszen
95229

08229
6¥cTn
8%¢Cd
Lyeey
9%2¢Td

aveed
Tveey
o¥zen

8€TTH
LETTD
9gTeNn

veced
€€Ten

Teeen
0€2TH
622N
8¢TTH
Leeey
92TTd

¥ceed
€2TTD
azeed
Teeed
ocezen
61cen
8122
L1229

,0T2d

90TTd
{4q

€0zen

0022d
66TCY

6zceen

L1€TY
9T€TH
ST€TD
vreey
€T€TD
zreen
TTECY

@® 60€cV
@® 80€TH

90€TO

€0€TH
coegen
TOETD
00€2D
6622n

8622V

622D
£€622D
z6Ten
T6220
0622
682CD

(k44 |

892CY

96€TD
S6€TO
¥6€C0
£6€2N

T6€CTH
06€2Nn
68€TD

.8€2n

6.L€TD
8.LeTY
LLETY

V.€20
€LETD
cLeen
TLETD
0LETD
69€TY

S9€TD
¥9€20
£9€2D
29€TD
T9€TH

95€2D
¥S€TO
€5€TH
cseTy
TS€ETH
0S€TO
6%€TH
8veen

oveey
SveTd
vveen

ZveTd

TEETH
0€EETD

89%CV
L9%2D
99%20
S9%20
¥oved
£9%20
29%2d
T9%CY
09%2n

8G%2H
LS%2n
94%20
ei4)

13iz44
0572y

8¥vey

i4%474)
£7¥20
(4744

8evTN

veEVCY

6072
80%2N
L0O%2Y
9072y

S0%ZH

£0%20
coven
Toven
00%2H
66€TH
86€2N

SESTH
vesey
€egen

0€STY

8zsen
L2820
9252H

zesen
12820
0252D
61520

L1820
918CV
STS20
¥rgen
€T9ey
21520
T1520

8052

9052n
S082D

€082V

T0S2D
00520
662D
86%2D

96%20

z6even

06%2H

69%CV

€092

10920
0092V
6652D

S6S2D
¥652D
€692n
2652D
16920
omﬂﬂc

1,89V

g852n

1852H

6,520
8152

9,52
S.S20
¥.92D
€192
2.LSTY
TL520
04829
69929
89920
995V
S95CV
Yosey
mwmwb
09seY
65520
8952D
L1552
9552D
98520
mmmmu
8¥32n
L%STV

Eiactad)
¥¥sed
€¥52D
TvSTy
0¥sed
6€S52D
8€5CD
Lgsen

0.L92v
69929
89929

99920
S992V
%9929
€992
2992V
T992H
0992V
6592
89920
L8992V

£992Nn
2992d
15920
0s9zn
6%92D
8%92D
Lv9zn
9%92d
SY92H
¥992D
€%92D
2%92d
T%92D
0%92
6€9CY

L€92Nn
9€92D
SE9TY
veoey
€€9TD

T€9TH
0€92D
6292n
82920
L2929
9292d

61920
8192H
11920
9192D
ST920

€192n

60920
80929

S09zn
v09zn

0€L2D
62.L2D
8z.Len

i
3

SgLey
vclLen
€TLTD
ecTLed
TeLey
ozcLen
6TLTD
8T.LZD
LTL2D
9T.LTD
ST.LTD

cr.Led
TT.L2V
0T.L2Dd
60L2D
80.L2D
90.L2Y
={0ka 4
wommo
ToLzn
00.L2V
66920
86920
96920
7692
€692
2692
16920
06920
6892n
88929
1892n
98929
¥892n
£€892D

08920
6.L9CV
81920
1,929
91920
SL92V
¥.92D
€192
c¢Loen
TL9ZD

l6L20

S§6.20
76,20

06.2n
68.2D
88.20
18.20
98.L2n
§8.20
¥8.L2n
£8.20
[4:7k43)
8.2V
082D
6L.20
8L.LTV
LLLTD
9LLey
S§L.TD
v.LL2D
€LL2D
cLLED

8€.LTY

LELTD

GELTD
YELTY

¢ELTD

£9820
298TH
79820
0982V
6582D
859820
LG82H

€4820

L

1€82H
0€82D
6282V
828¢H

928eY

S1820
w182V
€182V
2182H
1182H
0182V
6082V
8082D

$S0820
082N
£082H
2082H

® 66.2V
86.2n

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 38

€0620
20620
T0620
0062V
668CY
86820
16820
96820
968D

€682V

68820
88820
88TV
9882V

|

(4144

23S RIBOSOMAL RNA

08820
6.82Y
8.82N
1,829
982D
§.820
.820

04820
69820

e Molecule 23

§982n
79829

63%

24%

%
B

Chain DB

2ed
T€0

8€TN
LETN

SETN

CETD
TETY
0€TD
6210
8210

16D
96D
S6vV

€69
z6n

060

98D
S§8D

€8y
28N

08D
61D
8.0

S.LD
iZA 1
€LV

TLY

]
S02H
vocy

66TV
8610
LBTY

*

€610
2610
T6TV

681D
881D

981D
81D
€810

TL2TD

8920

7920
€929

092D
652D
852D
L82d

Tecv

6220
82T0

8Tey
L1TV

STZH

€1eyv
[414]
1120

6020
8020

91€0
STED

€1€D

0TEY
60EV

L0ED

S.20
.20

86€0
L6eN

seen
76€0
€6€0

06€N

88€D
18€N

S8€D

£8€D
T8¢eY
T8€D
08€D
6.LED
8.L€0

S.LED
VLEV

TLEV

89€Y
L9€D
99€D

79€d

T9EY

09en
65€D
85en
LS€0
95€D
SSeENn

0 ON~0DNO w N0 OO N
[l B I B BES TS (RS S S TS (RS T T T}
MmMmmmnamaomnm o0 MmN mmmm
VOUVBBE <L <=<<DVOU<

697D
89%D
L9%D
99%V
S9%D

T9%0
097V
657N

98%D

i 4
(440

(5444

9€SD
SE€SD
7eSn

TE€SD
0€SD

8T8V

928y

DO HNMYWON0DNO
VARADANADNDADNDDNDNO O
WO LWLWLWLWLW0LWLWOLWLW O O
PE=bD<<DDbODUVLD<=TO

740
€290
cesy
T80

6750
815D

STSV

€15V

T180
0TS0

808V
LOSY

Y0SY

20oSY

8LYY
LLYY
9.¥D
SL¥D

TLYY

189D

989D
7830
€899
28SV
1890
08SN

819D

LLSD
9,50

T80
048D

1980
9980

%930

€¥SD

0%30
6€9D
8ESY

L19D

ST9Nn
vI9v
€19V
¢19d
1190
0790
609V
809V
090

€09V

YLV
i

8ELD
LELD

SOLY

€00

669V

169D
969D

veon
€69V
2690

1180

7180
€780
2180
1180

vL0
EVLY

9z8n
S8V

€280
T8
T2V
0z8y
618V
818D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 39

6001V

L00TD
900TD
momﬁo
2001
TOOTV
0001V

6660

8660

0 © I~
D o
D D
O<=O

886V
1860

786V
€86V

186V

816D

9,69
SL6evY

756D

256D
1560
0569
676D
8¥60
LY6V

28010
78010
080TV

LLOTY
9.0T0

F

6901V
@® 8901

S90TN
901D
€90TD
2901D
79070

6S0TD

LSOTY

25010

61010
810TN

V10TV

21070

0TOTY

660TD

46010

€601
260TD
T60TD
060TY

S80TV
7801V
€80T0

vietv
€1CTV

€6T1D
[4335]

06TTD
68TTV

L8TTD
98T1D
S8TTD
78T1N

Z8T1D
12:1991
0871

8.LT1D
LLTTD

@ S.L1TV
vL110
€LTIN
CLTTD
TLTTD

69TTV
89T1D

99TT1D
SOTTY
¥9110
€9T1D
29T
T9TTD

LSTTD
9STTV

¥ST1D
€STID
2ST110
TSTTV

S8CTV

€821
281N
821D

8.T1D

VLTV

CLTTY

04210
6921V
89CTV
L9210

7oCTV

[4744
19210
0921V
6S2TD

veeTv
€921V

082T1H
6%CTN

SvCTD
i4zaal
EVCID

9€TTD
SECTD

0€TTV
62210
8¢TTH

+

zeein
12210
0zeTd
61270

STCTD

SSETD
vSeTv
E€SETV

TSETD

8VETD
LYETY
9%ETD

hmmﬁc
TEETD
TEETD
0€ETD

8TETY
LTETY

SceETN
vZerd
€CTETD
TTETY

0ZETD
B6TETD
8T€TN
LIETD
9T€TN
STETD
YIETD
€TETN
TIETD
0T€TD
60€TD

LOETY
womﬁo
COETY
00€TD
662TD
86210
L6210
9621D
S62TD
et
€621
T6TTD
16210
06210
68210
88CTD
L8TTV
98CTV

(U444

8T¥1D
PAS A
1545

14545
ETVIV
(45491
TI%TI0
(545
6071
80%1D
L0%1D
90710
50710
v0%1d
€0VTV
covTn
T0%1D
00¥Tn
66ETD

S6ETY
wmmﬁb
TeETN
06€TN

88ETH
L8ETY
98€TD

78ETV

T8ETD
T8ETH

mhmﬁb
SLETN
v.LETD
ELETY
cLeTN
TLETD
0LETD

89€TH
LOETY

T9ETD
09€TD
6SETY
8SETD

9S€TD

[4si4%)
8710
08¥%10

8.L¥1D
LLYVTY
9.%1n
SLPTD
v.LvIn

TLYTID
0LYTYV
6971V

L9710

S9%1D
Yov1D
€9%10
29%10

LSP10
9S¥TD
SSPTD

ESPTY
[4siA)
TS%10

6771D
8¥¥1D
LY¥10
9%¥10
SYP1D
4445
€vPINn
cvyIn
15445
(04450

8EVTN
LEVTO

F

EEVTIV
(4545
TEVTY
0EYTD
6271D

9TYTD
STYTD
4445

[444%)
134725

8YSTV
L%STO

SPSTV
YySTV

cvsIn
T%ST0
0%STH

9€STD

vegIn
€E€STD

T€S1D
0ESTH
62STD
8CSTV
L2STH
925810

%2s1d

LTISTD
9TSTD
STSTV
$1S1D
€157

86%10

9671V
S67TY
iand
mmm~o
0671V
68%10
88¥%10
L8%T0
98710
S8¥IN
78v10

L1910
9T9TV

€T91D
21910
11910
0T9TV

8091V

€091V
209TNn
T09TD
0091D
66510
86391V
L6STY
96STV
S6ST0
¥6s1n
€6STV
26510
T6STV
06STV
68STN

98SGTV

€839TV
28S1D
T8S1D
08STY
6LSTY
851N

F

TLSTV
0LSTV
6951V
89S1D

S98TD
%9310
€9S1N
29STN
T9STD
09STD

LSSTD
9GST0

¥ss1n
ESSTV

TSSTV
0SSTD
67STV

16910
0691V
6891V
88911

98910
S89T0
%891
€8910
2891D
T89T1D
08910
6.L9TV
8L9TV
LL9TV
9L9TY

€L91D

T.9T0
0L91D
6991V
8991V
L991D
99919
S99TV

299TNn
T991D

69919
89910
19910
99910
SS9TV
PSoTV

15910

67910
8%91n
L7910
97910
SY91D

Zv91d
1991V

6€9TD
8€9T1D
LEITV

€E9TD

¥zo1n
€291

85.10
LSLTV

TSLIV

YELTD

TELTD

8CTLID
L2L1D
9CTLID
ScLIN
YCLID

cTLIV
T2L1D
0zL1INn

8TLID
LTLTIY

vILI0

[AYAN
TTLTY
OTLTD
60410
80410

SOLTV
¥0L1D

TOLTY

|

S691D

SZ81TN
¥Z81d
€281
T8I
1281V
0z81n
6181V
81810

v181D
€181
[45:391
TI8TD
0T8TV

€081V
2081V
T08TV

66L1D

RLDWIDE

L6LTD
96.T0
S6.LTD
Y6LTY
€6.LTD
T6LTD
T6LTY
06410
68LTV
88110
L8LTYV
98LTV
S8LIV
¥8LIV

T8.10
08LTYV
6.LLT0
8.L.L1T0
LL.10
9LLTD
SLLT0
YLLID

TLLIY
TLLTD
0LL1D
69.10

99.1D
S9.10

TILTY
T9L10
09.L1D
B6SLTY

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 40

76810
€68TD
26810
T681D
0681V
6881V
88810

9881N
G881V

£8810
28810
18810
08810
61810
881D
L1187V
9181V
S.8TD
7.810
€181

TL8TV
04810
69819

19819
9981V
§981N
79810
€981D
981D

8G8TV
LS8TD
95810

7581V
€981V

8¥8TV
L¥8TY
9%81D
S¥81D
v¥810
€%81D
Zv81d
w8

8€8TD

€€8TD
2TEBTD
T€8TD
0€8TD

42810
9281

656TD
85610
LS6TD

SS6T0

€561V

TS610
0S6TD
6%61D
8%61D
L¥61D
9610
SY61D

EV61N

T¥610

LEBTY
9€6TY
GE6TD
vE6TD
€E6TD
CTEBTY
TE6TN

6261D

261D
vZ610
€C6T0
2¢T6TD
12619
0zZ6TD
6161V
8161V
L1610
9161V
ST6TN

11670
0161D
606TD

906TD
S06TD
7061
€06TD

86810
L68TD

2E0TD
Te0TV
0€0TY
6202
802N
202D
9z0zn
§2020
202D

ozoey
6102V
8102
L1020
91020

21029

0702
6002V
80020

20029
10020
00020
666TD
8661V

S66TN

£6610

16610
06610
686TD
886TD
L86TY
98610
S86TO

1861V
08619
6.L6TN
8L6TY
LLBTY

v.61D
€L61D
TLETD
TL6T0
0L6TYV

S96T0
79610

£602D

16020
0602V
68020
8802V
802D
98020
$802N
78020
£802D
2802y
18020
0802V
6,020
8.020

§.020
v.02n
€L020
2L0TD
TL0CV

19029
99020
99020

0902V

o

§5020
A
€502D
{414 §
TS02V

8%02H
L%02D
9%02D
S702D

£%02D
144441

0%0ZH
6€02Nn
8E€0TH
LEOTY
9€020
SE0TH
veozn

vstev
€G120

15720
0ST120

812D

97120

134%4%
(04243
6e12N
8ETTH

9ETTH

@ PVeITY
L]

60120

S0T2N

€0T2D
20TZd
10TV
007ZH

86020
L6802V

1122
912TH
ST2TO

€1een
(43441

(x4
6022D
8022D
L0220

v

£0zzn
cozen
T0TCHD

96120
seren

zeren
Te1cy
0612ZD
68120
88T2Nn
8120
9812
S8T2N

13144
0822
6.22D
8.LTTV

9,22
§.220
vLcey
€L2CY

TL22D
0,22V

992V

zc9zen
19220

cveed
TveTH
oveey
B6EETD

Teeed
0€€TH
62eTn
8CETY
LTETY

veeen
€TETD
(4444

61€TD

Lieey
9T€2D
GT€TO
vreey
€T€TD
zreen
Treey

90€2D
soezn
70€2d

TOETD
00€2D
66220

Lezey
96zen
$6220
622D
£622H
68N
Tezen

88ceV
L8cey

S$82TD

80¥2Nn

90¥CY
S0¥2D

€0%20
® <2oven
To%Zn
00%2D
66€CD
86€£2N

T9ETH
09€2D
QJMNQ
¥9€2D
€9€CD
Tseey
TSETH
0S€TO
6¥€CD
8¥ezn

oveey
Sveed
vveen

6.%20

L.v2n

S.¥20

89%CY
L9%20
99%20
S9%20
eig4)
£9%2D
292D
TovCY
092N

8S¥CH
LS¥en
98%20

8¢¥CH
L2%20

£even

j1474%
(4749

91¥20
15%4)

(4574
135744
0T¥ZH
60%2D

[4s:t49)
TrSen

805ZH

9052n
S0S2H

10820
00szn
66720
86%20

96%2D

[435740

06%2H
68¥2Nn
mmﬂwo
vaNo
18%2H
08%20

g

8192
L1920
91920
ST920n
mﬁMWD
07920
mommb
50920
70920
€092H
o zosTy
T092D
0092y
66S52D
8692V

il

¥652D
€652n
652D
16520
om“m<
L8SCY
mwﬂﬂb
ﬁ&“ﬂu
whmwu
¥.92D
€.92D
TLSTV
T.520
0.52H
6952D
8952N
9982V
9992V
v9gey
€992n
z95en
T9g2n
0952y
69920
8592
1592
95520
SS852n
€592

8¥sen

S892H
¥89zn
€892

18920
0892n
6,92V
8.92D
LL92D
9,920
S.92V
%.92D
€192
cLozn
TL92D
0492V
69929
89929

99920
S99CV
7992
€992
2992V
T992H
0992V
6592D
85920
1592V

£9920
29920
19920
0892n
67920
8%92D
Ly9ozn
97920
S792H
992D
€%92D
Zv9TH
T992D
0%92d
6€9CY

Lg9zn
9€92D
Se92Y
ve9ey
€€9CH

T€92H
0€92D
6292n
82920
1292
9292d

PAZR4)
gv.Len

€blen
[42x43)
TvLTV
ovLeY

8ELTY
LELTD

S€.LTD
YELTY

TELTD

0€.L2D
62.L2D
8zLen
Lzley
ozLey
ScLTY
vcLen
€TLTD
ezTLed
TeLey
ocLen
6T.L2D
8TLTD
LT.L2D
9T.L2D
STLTD

cr.Led
TTLTV
0T.L2d
60.2D
80.L2D

90.L2Y
S0.LTV
%0.L2D

ToLzn
00,2V
66920
86920

56920
692D
€692
2692
16920
06920
68920
88929
892N
9892

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V4H

9182H
S1820
v18cy
€182V
182D
T182H
0182V
6082V
8082H

50820
v082n
£082D

® 66.2V
86.2N
L6.20

S6.20
¥6.20

I

06.2n
68.20
88.20
18L20
98.2n
S8.20
¥8.L2n
€820
[4:7k43)
8.2V

8L.LTY
LLLTD
9LLTY
SL.TD
v.L.20
€L.20
TLLTD
TLLZD

wwPDB X-ray Structure Validation Summary Report

69.2n
89.2n

S9.2v
092D

652D
852V

SSG.20

oisvka |
[4Vka]
TS.L2D

Page 41

08820
6.8CV
8.82N
L.8TH
9.8TH
§S.820

S5982Nn
%98¢H
€982D

298TH
79820
098CV
6582H

L,582H

€582
2582H

67820

9%82H
Sv8zn
¥¥8¢H
€¥82D

982D
0%820
6E£8TH

LEBTY

SE8TY

1€82H
0€82D
6282V
828TH

928TY
S28TH

228TH

6182D

20620
T0620
0062V
6682V
86820
6820
96820
S6829

£68CV

68820
88820
1882V
988CV

78820

288V

50S RIBOSOMAL PROTEIN L25

14%

e Molecule 24

17%
[
[
IIIIEg

LSA
® 984
feistcy

€94

o
0
IzI

g
=

g
=

sva
Y¥H

52%

s

621

Led
9cd
sey
i£4\

o)
3]
<

114

30%
-

8TYH
LTS

j45'8

[413}

T

oV
SN

Chain BV

[
.q‘
H

0 ~ o
e} o ©
] > =

€83

o
0
IZI

X
o LPA
n ovit
Yol | oeva
N vvH
— €90
vl
m mwm
m mmq
@) 0eT
R mﬂ
A 924
— geH
< ven
s = o
88H
fwey O Ted
981 p) 0z1
EE ) 618
= 81y
Rl
pean = |7
°
18d R .
08H N 42!
e [ Gin |
8. 0 zTh
LA .. I
9.a < ¥ orit
pemm
64
7LV o - 8A
€13 = = 13
o in 3] A 9y
- o
693 =
893 = = zd
[0 ° (@) ™

N
g
I>

o)
0
I~

©~EN ©
S
a > o

g
~
i

50S RIBOSOMAL PROTEIN L2

e Molecule 25

X
I
m
X
<)
<
xX
ol
il B
~
Q
m
g
o
<
=
@)

09V

® LSH

671

o
0 © N~ o
0 mm0on
M= 0nxMn

N < v ©
a o O N
= o>

o F v
aag
==

0zN

@D
—
=

o w0
— =
I"‘I>.

°

o
—
o

000000
0 © N~ 0o
O X a0

[l
=

€T1a

6011
801D

90Td

7011

[409S
1014

16d

88y
18S

78d

T8
081
6.4

LLA
9LA
SLY
v.id
€LI

TLQ

T9TA
09TX
6GTL

e ¥SIv
€511

TSTD

L¥1d
5149}

(4741}

6ETL
8ETS
LETD
9ETA

berI
EETN

0€Td

8¢TL

(748

00
[
<
I
t

® 8gaN

9€TH

€€Td
[4%43)

6CCH
82Ta

[(44 4

1443

61CA
@ 81clL

9124

€12y
@ CIch
® TIcH
(U544

L0TY

S02H
® %021

O

R LDWIDE
PROTEIN DATA BANK

W



4V4H

wwPDB X-ray Structure Validation Summary Report
50S RIBOSOMAL PROTEIN L2

16%

Page 42

e Molecule 25

5%

26%

48%

19%

Chain DC

8CTL

[
o
0
(=4

~
0
b=
o
o~ o
— -
R ]
cn <

SYN 801D
VYN

~

[l

wn
-I

SOTV

T0TH

Ted S64
761

261

LT T6Y
92D |06l
14’1 68N
€TT

iIII
[

0 ©
® Q
=/,

o 0ZN ¥8d
6TA €80
8TA ek

" i
STA 6.4
-

[ 0Td SLY

[ ] 6S Y.d

e sL |

[ ] 1.0

° [ om |

[ ] 69N

o 2! 894

o €A 9%

994
#9A

® 0974

CHIN

0%TA
® 6ETL

TETW
0€Td
6211

0€cd
6CCH

zeel
j144
0zey
6TCA
@ 81cl

912d

€12d

{44

002
@ 66TH

L6TY

€674
(45}

50S RIBOSOMAL PROTEIN L3

@ 692

SGTH

e Molecule 26

€G82H

26%

[

@ o

< o
IIII‘: -

55%

27%

. 15%

Chain BD

09A

8GN

984

TSL

0%1

O I~
| M
o>

® ¥EA

2eEN
TEV

e 8cd

©
N
I>I

o
£\

(498

0ozA

e L3
[

ST4

e €1y

S6S
760

Z6A
TeL
064
684
884

S8Y

€84

T8d

@® €ST1D
CS1d
TSTL
e ostd
® 67IN
o svid
® L¥ID 60CY
® 97Tl 8021
e SIS L0ZA
o I
€71d
CVTIA Y0oTHh
e sozA
c0TI
1021

50S RIBOSOMAL PROTEIN L3

96TV

761d

L

e Molecule 26

26%

53%

22%
18%

Chain DD:

T9L

98)
® SS¥
®

€90
[4AN

0SA

fei4:!

44

® TWN
1544

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 43

(449

(an]
61TV

€TTS
CTTL

OTTL
60TA
801d
LOTA

SOTH
70TA

T0Td
® 00711

86A
L6S
961

60
€60

064

(N N ]
—
o0
1

o]
0
III“JII

S8Y

€84

T8

o
)
IIIII:E

9LD
SLY

LY

0LY
69V

0

©
II.Q IIII
o000

€9d
{428

1810
08TA
6.74

LLTA
9.1a
SLTT

TLIA

0LTA
6914

L9TN

SOTH
%910

TOTH

65T

LSTH
9574

2158
£G1D

0STD

Eiads]

9YTI

€¥1d

@ 9€IN

°
..II(D
o
-
°

e ¥EMH
€ETL

0ETD

9CIN
STTM

€T

® 70Tx

1021

661S

9811

50S RIBOSOMAL PROTEIN L4

e Molecule 27

X
O
o~
X
[ce]
<
22
L)
M
)
o=
<
=
@)

ToY

SGS

~
e}
=

(4!

o
D =
cun<

© b~
x A<

N M
(2]

00000 o
o
=

® ltid

{44

TCTA

61TI

9TTd

e 711y

[A2%!
1A%
0TTS
6071

6631

B

[ oss
6.4
e

~
~
[

10Ty

8614

e Molecule 27

S6TD
V6T

06TV
68TL

50S RIBOSOMAL PROTEIN L4

23%

51%

21%
22%

Chain DE

194

ovd

8€D

CEA
TEA

® ¢€gd

14
0zd
® 614

o1d
S1s
VIA
€11

0ETH
621d

Le1d

© D O
© © K~
— o
£ =]

80TI

SOT1T
YOTVY

20TH

L6N

S6)%

[

o = ol
[N

(=4 -4

8

~
e}
<

0 oMy 0
;l\ 0 0
o o >

LLT
9.d

1610

68TL

L8TA
98TA

€8Td

08TT
6L1S

LL1d
9.1d
SLTI

® S9TH

® €9IN

19TV

9GTN

¥S1a

2sTd
TS1D
0STL

9%TA

(4444
TV

9T
SETV

0021
@ 66TH
@ 8673

96TA

e Molecule 28

v611
€6TA

50S RIBOSOMAL PROTEIN L5

22%

51%

21%
25%

Chain BF

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 44

® 991

L

(41§

671
871

44l

7a

6EA
8€D
® LEW
9EN
® S€1

EEHY
(4’8

< B~
N N
= -

N
N
=

0ZN

50S RIBOSOMAL PROTEIN L5

10%

814

STT

°
o
~
.B:

€Td
CTA

®
N Moo o
X Aama > a

o
o O
==

o

s
Il-‘
o0 o000

[
<+ 10 ©
@ 0 0
H 3O

o -
© ©
oo

YLy
ELA

T
0.4

894

® ¥od

8LTY

0LTY
6911

LITV

S91D
7913

9%1d

€71a

e Molecule 28

8CTS

.o
o
© ©

Ha=<

SSa

€3V
{4} 4

20%

0sa
671
871

v
07D
6EA
8€D
LEW

46%

SET

® €€l

® 0
N N
rmlz

© o
-
(=)

32%

€T
CTIA
A

Chain DF

6CTH
8CTSs
LTTA

STTID

Te1d
0zTs

9111
STTD

1178

96M
S6N

€64
26D
164
06T

L84

78D

6.4

¥9d

8LTX

@ S.lid

50S RIBOSOMAL PROTEIN L6

65TV
8STL
LSTL
9STL

7STL

(@)

(@]
pssial O
=
Q
[}
2
=
[ ]

09D

1S4

19%
[

®

©

i
Ia.

<
=
]

evi

wa

[
=
i
.>

57%
[ ] [ ]
[} w ©
KRR
SR

Ted

9TA
S1d

23%
23%

Tid

6A

w0
4

Chain BG

00TN

LBA

TLT

69V
894

e Vo1V
€9TA
29Td
T9TA

6214

50S RIBOSOMAL PROTEIN L6

e Molecule 29

15%

55%

29%

17%

Chain DG

TOM
09D

85V
LSA
96D
S6a
VAL
€9d
{4
TG4
0SL
691

S
=

SV

{47\
wa
(07N
6EY

SEL
ey
€EL

0gd

1

SeI
Tl
€I
{44\

6TN
811

STa
YIA

o
~
[

(43

oTA

— ) ~ 0o
Iml> A~

€11a
(4378

® 9071
S0TS

€0TN
0TI

00TN

863

96Y
S6V

€64

b

881

981

78D

o
@Q
5]

©
2
I>

9LI
SLA

o <
= s
I.-.‘.=

894
L9V
991

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 45

LSTH
9STA
GSTd

50S RIBOSOMAL PROTEIN L9

€STd

8v1d

e Molecule 30

44%

17%

53%

29%

Chain BH

(2]
&

291
TOA
® 0931

891

985V
Esict
91
€94

@ 0SY

8vd

B6EV

c¢ed
TEA

Leyd
oV
SCTA
(4]
€V

TZA

000000000
©
©
£

® 61A
L]

L1d
91d
ST1
vis
€19
(491
® TIN

ot © o

€A

80TA

{44

661
860

961
$6D
® ¥6I

269
164
061

e ¥V

S9V

o 6v7d |
e 871V
@ LYIA
@ 971A
e vviA
EVTI
TYIA
157458
(U234
6ETd
8ETA
LETH
SETH
® €e1d
o zend |
® TE€Is
@® O€TA
o 6cTd |
@® 8CIH
® Ltid

50S RIBOSOMAL PROTEIN L9

e Molecule 30

58%

32%

22%

Chain DH

S9V

91
ST

[
o>

T

ELN
CcLI
TN
0.4

D
©
<

8ETA

® 9€Is
SETH
PeETA
® €e1d
ceTd
TETS

e Molecule 31

@® 8CTH
praxce

50S RIBOSOMAL PROTEIN L13

X
~
o~
X
~
n

X

o

N (55
m
—
=
=
o
o]
S

SSI
¥SI

csa
199D

8vA
® L¥H

SYL

(a4
32
@ OVH

2e1
Ted

62V

00000
m
o
H

L2d
9TD

00
[
[
o

964

vev

98d

€80
28D

® 08H

8LL
LLH

(5}
TL0

50S RIBOSOMAL PROTEIN L13

14%
15%

4%
6ETA
8ETH

e Molecule 31

28%

53%

Chain DJ

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 46

65V

<+ 0 O N~
00 0 0
HH> 3

~ o
[reTe)
oA

670
87A

Sl

® O%H

8€D
LEY

ey
€Eev
cel
Ted

i

124

YTl

Tl

o
©
IIO

® 61a
8TA
LTA

o
<0 ©
o
aE >

®

o
=
=

SL

TH

781
€80

08H

9.H

VLA
ELA
LY

3

8934

€9V
(47N

(04

8ETH

9ETh

€eTY
CETH

0ETH
6273

9TV

e Molecule 32

€T

50S RIBOSOMAL PROTEIN L14

N

o

o~

R

~

n

X

(o)

—
EN
o
—

an

=

o=

o

=

(@)

®
©
=

© N~ o
0w © ©
IIIIIIQ - IIII‘< - II

]
e}
=

3
=

©
<
[

vl

(028
6€1
8€L

9€D

ved
EEY

6CH
8CS
129
929
se1
ven
€eH

120
0ZH

814

< ©
— —
(2} <

o - N
R
><a

w0 N~ oo
o ==

e Molecule 32

va
€b

]
—

61TV

LTS

STTI
295
ETTH
[43%

0TTd

LOTT

e V0Tl
€0TA

101D

o S [0~ 0 O
[y N e N i)
[=4 - N < -]

-
o)
w0

50S RIBOSOMAL PROTEIN L14

©
©
=

[
N~
a

2
=

69A

L9Y%
993

16%

54%

28%

2%
n

Chain DK

€9A
(47N
T9A

95d

45!
€9%
ZSA

3

8¥%d

i
Svd

E€VI
{4720
15728
(0728
6€1
8€1

SEA
€0
eV
(428

ogy

o)
N
=

©
[
p&

ol <
] [S Rl
= X >

6TA

STD
1S

1TV

6N

LW
9L
sb
va

TeTd

61TV
8TTT

9111
STTI
4228

2114

20Td

0074
661
864

S61
v6d
€60
(4

68N

181
981

o
@
[=}

50S RIBOSOMAL PROTEIN L15

~©
SIS
H o

9LA

0.4
69A

L9
994

e Molecule 33

6%

28%

47%

47%

. 18%

Chain BL

09y
654
8SA

€90
{4
T84

9PA
SPD
44

07s
6€X

< W ©
MM 0
O

0€Ll

®
[
[
©

Ses
144
€I
{443
14

— ®
— =
o £

©
=

e o o
©
©
2

000000000000
=
=

TCTL

°
©
S
i
5]

TOTI
00TI
66N
86V

£6N

°
@
e
U.

®
©
o
2}

00
50S RIBOSOMAL PROTEIN L15

o
00
2

® <T¥iI

071D
6ETD
8ETV

9ETH
® SETI
veTV
€eTY

TETY

e Molecule 33

62T

€Ty
[449

6%

28%

46%

38%
: 20%

Chain DL

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 47

LS1
9Gd

000000000 OO
o
Irs
[

®
© N 0o
RS
>@m|mo

gt

~
[l
o

[ JES Te ]
2!‘7(‘0(‘0
T

—
3}
(&

® Otl

o)
N
£

929

€C1

® 02D

® 8Td
LTH

™
—
£

e Molecule 34

)
<

©
=}

o
o

(449

0CTA

L1TL

ETTY
(495

90Td
® SO0TI

€0TI

® 1071

S61
6l

10‘—0 5]
o O )
>QI=

983
e ssn
e
281
180

0ss o g

6.1 e cvid

°

9.1 e 0v1D

qu | estd

° SETY

LETY

LY °
0L)

EETY
[43%:
L9L
994

€9
® ¢9d i74%]
19T €2Td

50S RIBOSOMAL PROTEIN L16

X

~

R

00

o~

X

~

<
R
0
o~

R

00

—

=

o

o]

mmw

] n © o [se] w w
= o (3] ] N N
=] (L = © =] 2]

090

ESW

TSy
084

Lyd
9%I
Svd
4
evy

w1

~ =3
%) <
IOI“::

vex
€e1
(41
Ted

=3
N M
o 0

©
3

L

0
x

T

vCr1

0zTV
6111

91TV

438

(495}

80TA

901d

€0TA
2011
TOTA

669D

S61

z6M
T64

o
[
-“1

78d
€80
T8I

LLd
9L
S.4

€LI ® 9€TH

000000
<
I
-~
=

e Molecule 34

894

L9A

§9I 8CTL
o | oLem
€91 ® 9211
293 e Seld

50S RIBOSOMAL PROTEIN L16

6%

20%

49%

17%
26%
.

Chain DM:

(424

SqY

Svd
vha
evY

®
g
=

7o} oo
o [}
I'-II“‘-

]
o
(=)

o
(3]
=

®
o
=
.w
~
~
In"

STD

(4
T

[
@
x

~
=

1

701

€6A

L
o
o
=

®
~
®
[

[l
o<}
S

S.4

L1

69d
894
L9A
994
S9I

e
©
I:3

9ET
SETA
YETL
EETA

® TEIA

6CTL
@® 8C1L

50S RIBOSOMAL PROTEIN L17

e Molecule 35

22%

56%

32%

20%

Chain BN:

€94
CTON
19V
85a
791
€51

e 191

{4

® ScIv

@ <TTiv
® 121

@ 6T11IS
8114
L11Q

O

R LDWIDE
PROTEIN DATA BANK

W



4V4H

62% 18%
: I

wwPDB X-ray Structure Validation Summary Report

20%

13%

e Molecule 35: 50S RIBOSOMAL PROTEIN L17

Page 48
Chain DN:

19V

8Sd
LSL
9G4

%51

2SI
19T
08d

©
N
=

oY
SvY
Y1
€va

(02’8

8€1T
LEL

SeN
eI
€€1

ogy
62A
8C1

| ©
a8
= o

—
o
12

0ZH

L14
9TH

¥is
EIN

TIN

T0TD

6634
861
161

S6L

269D

T6v
064

88Y

984
S84

€81
¢8d

084

8.4

9LA

24%

47%

®
< [
@ ]
IIIIIIln IIIIIIIIl> II

30%
26%

e Molecule 36: 50S RIBOSOMAL PROTEIN L18

Chain BO:

190
093
65V

LSV

®
=3 o w0
0 0 10 19
II“ IIIIE~ IIlﬂ II

871

2fls g
e

—
s
<

® 9T1d

425

(4258

OTTY
60TV
801Q

® 9071
SOTV
010

® €0TA

b

860
164

50S RIBOSOMAL PROTEIN L18

764

® 64
168
06A

e Molecule 36:

15%

55%

32%
26%

Chain DO:

094

984
S54

TSy

o
0
<

67A

®

0o~
S S5
0@\ >

o
<
=

b

D
o
=

9€X

[
0
o
ik

YEH
€€d

D
N
Im.

921

]
&

000000
®
[
<<

STH

o
a
mI

Ty

L1174

STT1

(43
1114

60TY
801

90TT

701d
® €0TA

S6S
764
€6d

16S

e Molecule 37: 50S RIBOSOMAL PROTEIN L19

e 88

® 98D

€81

7%

35%

41%
45%

12%

Chain BP:

® Tvd

® 6071

LOTYV
90TV

701D

cotTy
1074

® 6671
® 86&

® S6Mx

€63
(4]

68D

98}

78S

®
1) o
~ ~

0,4

1,93

[
™ 10
© © ©
H®n =

194

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 49

e Molecule 37: 50S RIBOSOMAL PROTEIN L19

26%

9%

31%

41%

18%

Chain DP:

854
LSV

® GSH

id 4
e LVl
97A

D
evd
(47

e owd

8€Y

S€Ss
€D

CTEA
TEA
@ OtM

8¢

SCTA

® 0Ty
® 614

L1d

€14

110

(X ]
<+ B © ~
MO A

= N
n =

1014

661

® L6k

S63%

€634
e t6d

689
884

o984
S8A

[
[ ]
IIIIIII\ IIIIII‘)° IIII
a (%]

®
R
h
o

[
™ w0
© © ©
H w0 =

e Molecule 38: 50S RIBOSOMAL PROTEIN L20

23%

53%

23%

8%

Chain BQ:

ced
Tex
0€A

8¢S
124

S¢d
428

]
N
o

610

N 7o
© ©
= <

LTT
911
STH

E€TH

~ © © I

9111
STTV

{493 4
e TITX

60TA

® 883
L8A

6.1
8.4
LY
9.8
SLA

694
89V

99V

e Molecule 38: 50S RIBOSOMAL PROTEIN L20

17%

60%

14%
19%

Chain DQ:

LSY

e asb
it

® 1sb
0S4

8%a
Lvd
e 97k
i
74729

Y

8EA

S€d

€EA
® gy

624
8Cs
Ley
9Ty
1))

€CTA
[443)

ocy
® 610
8T

STH
142!
€TH
{458

o
o M © N~ 0 -
~ > S > H ~

S8V
e ¥8i

281

08N

LN

SLA
LS

e Molecule 39: 50S RIBOSOMAL PROTEIN L21

TLN
0Ld

22%

61%

20%
15%

Chain BR:

orac

€0TV
20TSs

001D
661

164
96A
S6a
6L
€64
z6M

e 06Y
68H
889

e 980
g8y
v8Y

C8H

o
Q
II“ II

8.4

9%
SLA

e Molecule 39: 50S RIBOSOMAL PROTEIN L21

TLA

< w0 © 0 OO
©O © © ©Q O~ N~
><.’IIIL‘¢0IL1>¢

€9A

33%

41%

o000 o (X )
<+ 0
3 el
&~ [

34%

22%

Chain DR:

L )
0
©
<<

TSA

671

ovd

v¥d

1144

o O
N
B>

+

A

)
B
~

[ ] (X )
0
2

b=
=

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 50

001D

e Molecule 40: 50S RIBOSOMAL PROTEIN L22

©
o
=

3

®

o
o
=

o006 oo
N o
© 0
II:H - IIIIIIII IIIIII

oel
0
o

08y
6.4
8.4
L.
9.3

7%

Chain BS: —

16%

51%

31%

7oV

TON
09H

85V

985V
GSI

[4:kcs
191
0SA

8vi
LYA
91

44l

(4721

O%N

8€X

9€1
SE€I
vea
€e1
ey
€0

~
N
Ix.

ScH

814

9TH

I

(45

oty

.
mI

ca
T

e Molecule 40: 50S RIBOSOMAL PROTEIN L22

56% 21%

20%

8%

Chain DS:

)
Sy

ca
e

o
©0
IQ-

(e
60TQ
80TS

90TA
SOTA
Y011l

COTH
1018
00TL

8634

©
[}
-

wn ~ N < © 0 0 o <
=) a n = = < < QA

VLI

TLL
TLA
0L%

890d

e Molecule 41: 50S RIBOSOMAL PROTEIN L23

—
5%

22%

58%

(N X )
0 @© o
N SN

36%
14%

Chain BT:

09L

(44N

981

e ¥8A
@ €8V

@ 08M

o 6.
8.Ls
e L

SLD

eLd
e T
e T
O0LH

e Molecule 41: 50S RIBOSOMAL PROTEIN L23

® 99
® 9§90
e ¥oX

o
©
=

26%

53%

56%
18%

Chain DT:

[
o
@
H

©
3]
x

zelL

o
[SEN
< n

© o
-
(S

e Ty

e e
o
~

e 81

96A

) [T}
) )
IAIL‘

®
—
o
=3

®

o
Lo
=]

e Molecule 42: 50S RIBOSOMAL PROTEIN L24

o b
e 1
® O
o 69y

S99

e 191

38%

28%

49%

18%

Chain BU:

O

R LDWIDE
PROTEIN DATA BANK

W



4V4H

wwPDB X-ray Structure Validation Summary Report

Page 51

® SSO

[
® @ o
& 5 0
- II.G IIIIIIII

o Ivd
9731
o s

e VvH

{4728
e T¥A
e OVl

8€L

9€d

®

o
I¥]
X

CO0TI

0074
665

64
€64

T6)1

84
€80
Z8A

6LV
8.3

9LL

ELN

0Ly
® 69A

198

590

(424

5% -

22%

49%

32%

22%

50S RIBOSOMAL PROTEIN L24

e Molecule 42:
Chain DU:

e ¥WH

XXX
383
= x

6CS

9ZN

€Ty
{443

61D

L1

STD

CTA

e OTA

7%

27%

54%

45%

11%

e Molecule 43: 50S RIBOSOMAL PROTEIN L27

Chain BW:

o9V

e ¥83d
o €8y |
@ 831
of 781 ]
@ 08S
@ 6.1

50S RIBOSOMAL PROTEIN L27

9.4

e .Y

0LA

e Molecule 43:

799

25%

51%

38%

20%

3

Chain DW:

[
o
©
a

®
o
0
2

9SH

o0
o
0
O

N~
< <
o <

o
S
(2]

[
22

®
©
[
P

Ser
ves
£e9
zey
Te1

44

€ei

914

(4%

CH

35%

Iﬂ‘l
N
x

46%

e Molecule 44: 50S RIBOSOMAL PROTEIN L29
30%
17%

Chain BX:

=
=

653

LS1

SSL

o
[T}
l":l

67a
8%d
LvY

(441
TvH

e 6gd

o sgb |

@ L€1

ol ogb |
SE€D

® 7Pes

® €ev

0EW
624

® LN
® 924
szd

el
3]
I“:I

121
@ 02N
611

018

o0 o
N
= hJIIIIIII

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W

e Molecule 44: 50S RIBOSOMAL PROTEIN L29

®
-~
©
<



Page 52 wwPDB X-ray Structure Validation Summary Report

4V4H

40%
. F —
Chain DX: 19% 62% 14% 5%

o0 o000

@ o MY ON DD
= S o~ < B VW LW WW LW WO ©
= e a = S S R =7 <

e Molecule 45: 50S RIBOSOMAL PROTEIN L30

Vi1
E12
E13
N15
T16
L19
N20
L21
L22
R23
F26
N27
L37
Q38
S40
H41
L42
143
K44
Q45
Va6

463 @

29%
Chain BY: 25% 53% 12% 8% -
[ X X ) [ ) [ ] [ ] [ ] [ X ] [ ] [ ] [ ] [ X ] [ ] [ ] [ ]
— N 0 oo - N M O N~ 00O M < W N M w0 N~ o M < w0
< w0 o —H = ANNNNAN NN ANANM m mm <+ < Sl <+ 0 w0 0w ww
X n < HO MIOX<BHAIA HUO Aad e = > < H o =] E] => x>

e Molecule 45: 50S RIBOSOMAL PROTEIN L30
20%

. =
Chain DY: 22% 58% 17% _—

() o o

- w © ~ o il - © |8 L ON OGO HN ©

o m © - o ™ o [ SIS T Y] re]
T8RN RE8 %] [ I = o] [ 1 SEH= =S 0 R =

e Molecule 46: 50S RIBOSOMAL PROTEIN L31

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

o0 (X ) [ ) (] [ X )
3] [t} <+ < ]
[Sl¢] - =1 N @ o]
&N = %] H | 3]
B o
© ©
= %]

e Molecule 46: 50S RIBOSOMAL PROTEIN L31

A12
T22
L24
G25
G27
L28
R29
H33
T34
R44
E58

oo - 0 oo © o - N N 0O o 0 © DO HNMm
PR AN ®® o o8y & ¥ & W [regTs] 00009
© = > ERCH- =1 > Koma xoea > G @ M= X e

P67 @

33%
. S
Chain DZ: 20% 61% 17% .
[ X ] [ X ] [ ) [ ] [ ] [ N X ] [ X X ]
ﬂﬂmﬂ‘-l\ O (3] O N~ DO =N M O N~ 0O O HANM W ONWNH O
oy Zncs & SRR R R R R g i AR AR
[ ]
o m mn O N~
g glg 8 2"
e Molecule 47: 50S RIBOSOMAL PROTEIN L32
23%
Chain BO: 19% 47% 26% 5% .

WO RLDWIDE

er

PROTEIN DATA BANK



Page 53 wwPDB X-ray Structure Validation Summary Report

4V4H

O+ o m [ o © N~ o [ IS ] o
R ) = N @ M M mma0 < < 0 1
nxE s a > Aax S <A O m

(] (] L] (X ) [ ]
0 © ~ © = ©
o INE ) = SRS
= [ = -5 (2] n n

e Molecule 47: 50S RIBOSOMAL PROTEIN L32
25%
. S — o
Chain DO: 12% 68% 14% —

[ ] (] L] ° LN [N ] o o (X ]
OHNMIWORE®NNO DN ONONO = NMHWONRNO - N®Y WO o [l o o <

— 0 © N~ SHHA A T T AN NN NNNNANDO 00000000 S S o I8 (0 i8N .0

< o= XA nxETERcRTA<S<dE<>EN dJNEANBPRCHME @D D HE<AD O [ X -

e Molecule 48: 50S RIBOSOMAL PROTEIN L33

22%
Chain B1: 16% 47% 33% _—
000000 ) [ ) [ X ] [ X ]

O - NM< WO N M 0 O N~ N O - O N~ 00 o — AN o] o <
© o o A o N o NN N m Mmmm < ¢ S < wn wn
m HP>nn<soBH = B =X m oA i o A= > M o< B4

e Molecule 48: 50S RIBOSOMAL PROTEIN L33

53%
Chain D1: 22% 40% 36% .
00000 [ ] (N ] [ ] [ ] (X ] [ ] [ N J (N ] [ ] [ X ] [ ] [ X ) [ ) [ ] 0000
- l I OINMImeWIo-mlWl—-Iwv.wIOﬂNlmlwlvA.
< N~ o Rl o — o o N [y} M M o™ <+ N < w
=l £ XA n n (&0 =) == > = = 5] [ s [£H (S ==} > <

e Molecule 49: 50S RIBOSOMAL PROTEIN L34
24%
. |
Chain B2: 24% 529% 24%

L ) (]

o-NmY 0 PO oo~ 0O 0 ©

©ON~ 0O AN ®® M MmMnmnsy < &
ESEBREOLEER - fl= g | EELXOmEx n X

e Molecule 49: 50S RIBOSOMAL PROTEIN L34
13%
Chain D2: 28% 39% 26% 7%

[ ] @ (] [ ]
o = aNm © (=3 © - fl 7] N~ N
< O = N ] 0 o0 [} ¥} a4
= R = < = - ~ ~ £ =

e Molecule 50: 50S RIBOSOMAL PROTEIN L35

)
Ivl
©n

R14
R21
T43

35%
Chain B3: 22% 54% 23% .
00000 [ X ] [ ) [ X ] [ ] [ N J [ ] [ ]
— oM < ~ (o] oN n o] N M S WO 0 0 N M w0 © N~ o (32} n O
N m [} — — — — oN N N Mmmmmm oM m <+ < SN n wn n w0
X o < £ [S (&) (4] x k== =] B XX < - == AN < = 0 X (=} (L |

e Molecule 50: 50S RIBOSOMAL PROTEIN L35

WO RLDWIDE

PROTEIN DATA BANK

58 ©
A59



wwPDB X-ray Structure Validation Summary Report 4V4H

Page 54

35%

28%

45%

25%

Chain D3:

e

LN

SCH

€CH

124

8T

42!

T
(13

2!

(2}

50S RIBOSOMAL PROTEIN L36

e Molecule 51:

5%

26%

55%

55%

13%

Chain B4:

LD
@ 9gd

<
o
X

e Molecule 51: 50S RIBOSOMAL PROTEIN L36

@ T&d
o oed |
@ 62V
o szs |

120

@® ScA

@ €¢I

[
0
-
x

45%

18%

37%

34%

11%

Chain D4:

L O N )
~
o o
=23

L
o
0 M
m N

62V

@ ScA

{44\

e 911
STH
%10

® LA

SY
iz

e Molecule 52: 50S RIBOSOMAL PROTEIN L11

62%

60%

32%

Chain BI:

w O~

00000000000
o
£

o000
© -
=1 o
= —
= -

®
~
—
pa
<

oTTh

®

o
=3
-
p=:

@ 807I

9010
SOTT

20Td

® O00TI

®
< D~
1) o

LN
o
~
=

®

©
~
<

50S RIBOSOMAL PROTEIN L11

e Molecule 52:

——
6% -

58%

67%

36%

Chain DI:

09A
6SL
8SI
LSA

SSd

® 61d

]
]
°
°
° 8A
L]
L[]
°
o

® 91N

e 9071
e 0T

20Ty

069

® 68S

188

0000000000000
o
~
=

LN
o
~
>

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



wwPDB X-ray Structure Validation Summary Report

4V4H

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,y 90.00° 90.00° 90.00°
. 70.00 - 3.46 Depositor
Resolution (A) 11247 — 3.53 EDS
% Data completeness 91.6 (70.00-3.46) Depositor
(in resolution range) 93.1 (112.47-3.53) EDS
Rinerge 0.14 Depositor
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 0.287 , (Not available) DCC
Rree test set No test flags present. wwPDB-VP
Wilson B-factor (A?) 83.5 Xtriage
Anisotropy 0.179 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.24 , 66.9 EDS
L-test for twinning? <|L| > =046, < L? > =029 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.85 EDS
Total number of atoms 284160 wwPDB-VP
Average B, all atoms (A?) 69.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.37% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

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

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

. Bond lengths Bond angles
Mol | Chain | py/q7 #|Z| >5 RMSZ #4|Z| >5
1 AA 0.23 0/36762 0.71 5/57350 (0.0%)
1 CA 0.23 0/36762 0.72 7/57350 (0.0%)
2 AC 0.23 0/1651 0.44 0/2225
2 CC 0.23 0/1651 0.47 0/2225
3 AD 0.23 0/1665 0.46 0/2227
3 CD 0.23 0/1665 0.45 0/2227
4 AE 0.23 0/1118 0.44 0/1504
4 CE 0.24 0/1118 0.45 0/1504
5 AF 0.24 0/835 0.46 0/1128
5 CF 0.24 0/835 0.47 0/1128
6 AG 0.23 0/1187 0.44 0/1591
6 CG 0.23 0/1211 0.45 0/1624
7 AH 0.23 0/989 0.44 0/1326
7 CH 0.24 0/989 0.45 0/1326
8 Al 0.24 0/1034 0.45 0/1375
8 CI 0.24 0/1034 0.45 0/1375
9 AJ 0.23 0/796 0.49 0/1077
9 CJ 0.22 0/796 0.49 0/1077
10 AK 0.24 0/893 0.46 0/1205
10 CK 0.24 0/893 0.46 0/1205
11 AL 0.22 0/969 0.46 0/1300
11 CL 0.22 0/969 0.47 0/1300
12 AM 0.21 0/892 0.47 0/1193
12 CM 0.21 0/884 0.46 0/1181
13 AN 0.24 0/785 0.45 0/1043
13 CN 0.24 0/785 0.44 0/1043
14 AO 0.23 0/724 0.45 0/966
14 CO 0.23 0/724 0.44 0/966
15 AP 0.26 0/659 0.44 0/884
15 CPp 0.25 0/648 0.45 0/870
16 AQ 0.23 0/657 0.46 0/881
16 CQ 0.24 0/666 0.47 0/892
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. Bond lengths Bond angles
Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
17 AR 0.23 0/462 0.45 0/621
17 CR 0.23 0/462 0.45 0/621
18 AS 0.25 0/652 0.47 0/877
18 CS 0.25 0/660 0.46 0/888
19 AT 0.23 0/671 0.41 0/888
19 CT 0.23 0/671 0.42 0/888
20 AB 0.25 0/1735 0.46 0/2338
20 CB 0.25 0/1735 0.46 0/2338
21 AU 0.26 0/430 0.49 0/570
21 CU 0.26 0/430 0.48 0/570
22 BA 0.23 0/2803 0.69 0/4371
22 DA 0.25 0/2803 0.71 0/4371
23 BB 0.26 5/68314 (0.0%) 0.73 | 22/106569 (0.0%)
23 DB 0.26 5/68314 (0.0%) 0.73 | 18/106569 (0.0%)
24 BV 0.25 0/766 0.44 0/1025
24 DV 0.25 0/766 0.44 0/1025
25 BC 0.24 0/2092 0.56 0/2813
25 DC 0.23 0/2092 0.56 0/2813
26 BD 0.26 0/1586 0.54 0/2134
26 DD 0.26 0/1586 0.54 0/2134
27 BE 0.25 0/1571 0.54 0/2113
27 DE 0.25 0/1571 0.53 0/2113
28 BF 0.27 0/1444 0.62 0/1937
28 DF 0.26 0/1444 0.59 0/1937
29 BG 0.23 0/1343 0.52 0/1816
29 DG 0.23 0/1343 0.52 0/1816
30 BH 0.25 0/1122 0.51 0/1515
30 DH 0.25 0/1122 0.53 0/1515
31 BJ 0.24 0/1135 0.49 0/1529
31 DJ 0.23 0/1135 0.56 0/1529
32 BK 0.24 0/939 0.63 0/1258
32 DK 0.23 0/939 0.61 0/1258
33 BL 0.27 0/1062 0.72 0/1413
33 DL 0.28 0/1062 0.76 2/1413 (0.1%)
34 BM 0.27 0/1093 0.60 0/1460
34 DM 0.26 0/1093 0.58 0/1460
35 BN 0.24 0/1021 0.52 0/1364
35 DN 0.24 0/1021 0.47 0/1364
36 BO 0.24 0/910 0.50 0/1219
36 DO 0.23 0/910 0.46 0/1219
37 BP 0.26 0/929 0.84 3/1242 (0.2%)
37 DP 0.27 0/929 0.86 3/1242 (0.2%)
38 BQ 0.25 0/960 0.47 0/1278
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
38 DQ 0.26 0/960 0.50 0/1278
39 BR 0.30 0/829 0.60 0/1107
39 DR 0.26 0/829 0.55 0/1107
40 BS 0.22 0/864 0.50 0/1156
40 DS 0.22 0/864 0.51 0/1156
41 BT 0.24 0/784 0.50 0/1048
41 DT 0.25 0/784 0.54 0/1048
42 BU 0.26 0/787 0.54 0/1051
42 DU 0.25 0/787 0.61 1/1051 (0.1%)
43 BW 0.27 0/642 0.59 0/848
43 DW 0.27 0/642 0.53 0/848
44 BX 0.24 0/510 0.55 0/677
44 DX 0.23 0/510 0.50 0/677
45 BY 0.25 0/453 0.51 0/605
45 DY 0.24 0/453 0.54 0/605
46 BZ 0.28 0/559 0.67 0/745
46 DZ 0.28 0/559 0.61 0/745
47 BO 0.24 0/450 0.52 0/599
47 DO 0.25 0/450 0.58 0/599
48 B1 0.27 0/448 0.51 0/594
48 D1 0.27 0/448 0.50 0/594
49 B2 0.26 0/380 0.48 0/498
49 D2 0.26 0/380 0.47 0/498
50 B3 0.25 0/513 0.54 0/676
50 D3 0.25 0/513 0.51 0/676
51 B4 0.24 0/303 0.54 0/397
51 D4 0.24 0/303 0.53 0/397
52 BI 0.24 0/1046 0.50 0/1410
52 DI 0.26 0/1046 0.53 0/1410
All All 0.25 | 10/306470 (0.0%) | 0.68 | 61/458101 (0.0%)

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

sidechain that are expected to be planar.

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

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
23 BB | 108 | A C5-C6 | -17.07 1.25 1.41
23 DB 1086 A C5-C6 | -17.02 1.25 1.41
23 DB 1088 A C6-N1 | -10.55 1.28 1.35
23 BB 1088 A C6-N1 | -10.45 1.28 1.35
23 BB |1060 | U C2-N3 | 7.88 1.43 1.37

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

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
23 DB | 2791 G | O5-P-OP2 | -26.15 79.33 110.70
23 BB | 2791 G | O5-P-OP1 | -26.11 79.37 110.70
23 DB 2791 G 05-P-OP1 | 19.42 134.01 110.70
23 BB 2791 G 05-P-OP2 | 19.11 133.63 110.70
23 DB |2790 | U | OP2-P-O3" | 15.02 138.25 105.20

All (1) chirality outliers are listed below:

Mol | Chain
23 DB

Atom
C3’

Res | Type
2076 U

5 of 113 planarity outliers are listed below:

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

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 32831 0 16521 1330 0
1 CA 32831 0 16521 1382 0
2 AC 1624 0 1699 184 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 CcC 1624 0 1699 162 0
3 AD 1643 0 1710 173 0
3 CD 1643 0 1710 175 0
4 AE 1105 0 1148 108 0
4 CE 1105 0 1148 143 0
) AF 817 0 808 73 0
5 CF 817 0 808 102 0
6 AG 1174 0 1230 104 0
6 CG 1196 0 1246 101 0
7 AH 979 0 1034 85 0
7 CH 979 0 1034 80 0
8 Al 1022 0 1070 156 0
8 CI 1022 0 1070 125 0
9 AJ 786 0 828 95 0
9 CJ 786 0 828 111 0

10 AK 877 0 887 104 0
10 CK 877 0 887 106 0
11 AL 955 0 1019 105 0
11 CL 955 0 1019 91 0
12 AM 883 0 944 88 0
12 CM 876 0 937 113 0
13 AN 774 0 827 104 0
13 CN 774 0 827 121 0
14 AO 716 0 742 53 0
14 CO 716 0 742 95 0
15 AP 649 0 666 78 0
15 CP 638 0 656 79 0
16 AQ 648 0 691 101 0
16 CQ 657 0 702 90 0
17 AR 455 0 478 42 0
17 CR 455 0 478 45 0
18 AS 637 0 665 87 0
18 CS 644 0 675 96 0
19 AT 665 0 714 59 0
19 CT 665 0 714 58 0
20 AB 1704 0 1732 195 0
20 CB 1704 0 1732 167 0
21 AU 425 0 449 68 0
21 CU 425 0 449 65 0
22 BA 2507 0 1270 84 0
22 DA 2507 0 1270 117 0
23 BB 60995 0 30678 2753 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
23 DB 60995 0 30677 2695 0
24 BV 753 0 780 100 0
24 DV 753 0 780 69 0
25 BC 2053 0 2122 451 0
25 DC 2053 0 2122 389 0
26 BD 1565 0 1616 379 0
26 DD 1565 0 1616 309 0
27 BE 1552 0 1619 279 0
27 DE 1552 0 1619 256 0
28 BF 1420 0 1460 170 0
28 DF 1420 0 1460 157 0
29 BG 1323 0 1374 166 0
29 DG 1323 0 1374 158 0
30 BH 1111 0 1148 173 0
30 DH 1111 0 1148 166 0
31 BJ 1112 0 1147 220 0
31 DJ 1112 0 1147 207 0
32 BK 930 0 1000 123 0
32 DK 930 0 1000 124 0
33 BL 1053 0 1129 277 0
33 DL 1053 0 1129 250 0
34 BM 1074 0 1157 238 0
34 DM 1074 0 1157 169 0
35 BN 1008 0 1045 186 0
35 DN 1008 0 1045 158 0
36 BO 900 0 935 128 0
36 DO 900 0 935 137 0
37 BP 917 0 965 198 0
37 DP 917 0 965 196 0
38 BQ 947 0 1022 199 0
38 DQ 947 0 1022 175 0
39 BR 816 0 839 170 0
39 DR 816 0 839 166 0
40 BS 857 0 922 124 0
40 DS 857 0 922 116 0
41 BT T 0 840 148 0
41 DT T 0 840 133 0
42 BU 779 0 834 163 0
42 DU 779 0 834 121 0
43 BW 634 0 656 161 0
43 DW 634 0 656 169 0
44 BX 509 0 043 77 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
44 DX 509 0 043 83 0
45 BY 449 0 491 60 0
45 DY 449 0 491 81 0
46 BZ 549 0 952 111 0
46 DZ 549 0 952 102 0
47 BO 444 0 461 74 0
47 DO 444 0 461 91 0
48 B1 441 0 485 80 0
48 D1 441 0 485 77 0
49 B2 377 0 418 29 0
49 D2 377 0 418 67 0
30 B3 504 0 274 115 0
50 D3 504 0 074 107 0
51 B4 302 0 343 63 0
51 D4 302 0 343 75 0
52 BI 1032 0 1088 121 0
92 DI 1032 0 1088 183 0
53 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

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
95 CP 1 0 0 0 0
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 19652 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 42.

The worst 5 of 19652 close contacts within the same asymmetric unit are listed below, sorted by

their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
23:DB:1099:G:05%’ 52:DI:4:VAL:N 1.71 1.23
32:DK:78:ARG:HG2 | 37:DP:72:VAL:HG21 1.24 1.15
23:DB:1098:A:H3’ 52:DI:3:LYS:CA 1.76 1.15
23:DB:587:C:H3’ 33:DL:29:LYS: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%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
18 CS 78/92 (85%) 50 (64%) 17 (22%) 11 (14%) |
19 AT 83/87 (95%) 68 (82%) 12 (14%) 3 (4%)
19 CT 83/87 (95%) 62 (75%) 16 (19%) 5 (6%)
20 AB 216/241 (90%) 148 (68%) 52 (24%) 16 (7%)
20 CB 216/241 (90%) 149 (69%) 41 (19%) 26 (12%)
21 AU 49/71 (69%) 23 (47%) 12 (24%) 14 (29%)
21 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%)

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

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

5 of 1663 Ramachandran outliers are listed below:

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

5.3.2 Protein sidechains (1)

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

resolution.

The Analysed column shows the number of residues for which the sidechain conformation was

analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 AC 170/190 (90%) 149 (88%)
2 CC 170/190 (90%) 150 (88%)
3 AD 172/173 (99%) 145 (84%)
3 CD 172/173 (99%) 143 (83%)
4 AE 113/126 (90%) 96 (85%)
4 CE 113/126 (90%) 94 (83%)
5 AF 87/116 (75%) 68 (78%)
5 CF 87/116 (75%) 76 (87%)
6 AG 123/147 (84%) 106 (86%)
6 CG 125/147 (85%) 111 (89%)
7 AH 104/105 (99%) 92 (88%)
7 CH 104/105 (99%) 93 (89%)
8 Al 105/107 (98%) 90 (86%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
8 CI 105/107 (98%) 91 (87%) 14 (13%)
9 AJ 86,/90 (96%) 70 (81%) 16 (19%)
9 CJ 86,/90 (96%) 78 (91%) 8 (9%)
10 AK 90/99 (91%) 72 (80%) 18 (20%)
10 CK 90/99 (91%) 79 (88%) 11 (12%)
11 AL 103/104 (99%) 90 (87%) 13 (13%)
11 CL 103/104 (99%) 86 (84%) 17 (16%)
12 AM 92/96 (96%) 76 (83%) 16 (17%)
12 CM 91/96 (95%) 80 (88%) 11 (12%)
13 AN 79/84 (94%) 70 (89%) 9 (11%)
13 CN 79/84 (94%) 73 (92%) 6 (8%)
14 AO 76/77 (99%) 69 (91%) 7 (9%)
14 CO 76/77 (99%) 67 (88%) 9 (12%)
15 AP 65/65 (100%) 54 (83%) 11 (17%)
15 CPp 65/65 (100%) 57 (88%) 8 (12%)
16 AQ 74/78 (95%) 64 (86%) 10 (14%)
16 CQ 75/78 (96%) 68 (91%) 7 (9%)
17 AR 48 /65 (74%) 44 (92%) 4 (8%)
17 CR 48 /65 (74%) 42 (88%) 6 (12%)
18 AS 70/79 (89%) 59 (84%) 11 (16%)
18 CS 71/79 (90%) 58 (82%) 13 (18%)
19 AT 65/66 (98%) 55 (85%) 10 (15%)
19 CT 65/66 (98%) 55 (85%) 10 (15%)
20 AB 180/199 (90%) 148 (82%) 32 (18%)
20 CB 180/199 (90%) 153 (85%) 27 (15%)
21 AU 44/61 (72%) 37 (84%) 7 (16%)
21 CuU 44/61 (72%) 31 (70%) 13 (30%)
24 BV 78/78 (100%) 64 (82%) 14 (18%)
24 DV 78/78 (100%) 72 (92%) 6 (8%)
25 BC 213/218 (98%) 162 (76%) 51 (24%)
25 DC 213/218 (98%) 164 (77%) 49 (23%)

TTTTTTTTTT

1 DE

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

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

Mol | Chain | Res | Type
7 CH 37 ASN
25 DC 250 GLN
51 D4 17 VAL
9 CJ 71 LEU
7 CH 8 ASP
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Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 329

such sidechains are listed below:

Mol | Chain | Res | Type

20 CB 108 GLN

35 DN 18 GLN

24 DV 87 GLN

28 DF 62 GLN

38 DQ 80 ASN

5.3.3 RNA (O

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA 1529/1542 (99%) 255 (16%) 24 (1%)
1 CA 1529/1542 (99%) 232 (15%) 24 (1%)
22 BA 116,/120 (96%) 23 (19%) 0

22 DA 116/120 (96%) 22 (18%) 0

23 BB 2837/2904 (97%) 424 (14%) 13 (0%)
23 DB 2837/2904 (97%) 438 (15%) 18 (0%)
All All 8964/9132 (98%) 1394 (15%) 79 (0%)

5 of 1394 RNA backbone outliers are listed below:

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

5 of 79 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
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 monosaccharides 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 CA | 1601 - 252727 1.60 | 3 (12%) | 30,40,40 | 0.97 1 (3%)
53 | KSG AA ] 1601 - 25,2727 | 149 | 4 (16%) | 30,40,40 | 1.06 | 3 (10%)

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 | CA [1601] - - 2/10/52/52 | 0/2/2/2
53 | KSG AA | 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 | 2.65 1.57 1.52
53 CA 1601 | KSG | C1-C12 | 2.60 1.57 1.52
53 CA | 1601 | KSG | O7-C1 | 2.58 1.48 1.41
53 CA 1601 | KSG | O1-C1 | 2.32 1.48 1.41
53 AA 1601 | KSG | O7-C1 | 2.22 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 | -2.22 112.46 117.96
Continued on next page...
$roe
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
53 AA 1601 | KSG | C4-C3-C2 | 2.19 114.68 109.68
93 AA 1601 | KSG | C5-C4-C3 | 2.09 114.47 110.82
93 CA 1601 | KSG | C6-C7-C2 | 2.01 114.26 109.68

There are no chirality outliers.

All (4) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
53 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 CA 1601 | KSG 1 0
53 AA ] 1601 | KSG 3 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.
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Ligand KSG CA 1601

Bond lengths Bond angles

Torsions

Ligand KSG AA 1601

Bond lengths Bond angles

Torsions Rings

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
1 AA | 1530/1542 (99%) 0.23 23 (1%) |73 71 | 15,73, 149, 180 0
1 CA | 1530/1542 (99%) 0.01 14 (0%) |84 181 | 7,52, 134, 180 0
2 AC 206,233 (88%) 0.84 26 (12%) 3] | 5 7, 68, 138, 180 0
2 CC 206,233 (88%) 0.51 11 (5%) 26 26 | 6,74, 126, 169 0
3 | AD 205,206 (99%) 1.05 27,79, 147, 180 0
3 CD 205,206 (99%) 0.28 5, 55, 113, 165 0
4 | AE 150,167 (89%) 0.61 15, 62, 120, 162 0
4 CE 150,167 (89%) 0.57 6, 55, 112, 180 0
5 AF 100,135 (74%) 0.58 18, 72, 133, 166 0
5 CF 100/135 (74%) 0.86 12, 71, 132, 165 0
6 | AG 150/179 (83%) 0.81 22, 89, 143, 180 0
6 CG 152/179 (84%) 0.82 19, 86, 147, 180 0
7 | AH 129/130 (99%) 1.20 14, 70, 141, 176 0
7 | CH 129/130 (99%) 0.68 5, 54, 114, 160 0
8 Al 127/130 (97%) 1.11 18, 90, 146, 180 0
8 CI 127/130 (97%) 1.16 23, 92, 156, 180 0
9 AJ 98,103 (95%) 1.23 20, 82, 157, 180 0
9 CJ 98,103 (95%) 0.67 34, 79, 135, 151 0
10 | AK 117/129 (90%) 0.56 7, 55, 138, 160 0
10 | CK 117/129 (90%) 0.43 11, 50, 105, 142 0
11 | AL 123,124 (99%) 0.70 21, 61, 128, 178 0
11 | CL 123/124 (99%) 0.84 5, 39, 119, 160 0
12 | AM 114/118 (96%) 1.09 44, 106, 159, 173 | 0
12 | CM 113/118 (95%) 1.27 26, 100, 157,180 | 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
13 AN 96/101 (95%) 1.76 33 (34%) 15, 84, 151, 180 0
13 CN 96/101 (95%) 1.09 16 (16%) 21, 82, 139, 161 0
14 AO 88/89 (98%) 0.98 18, 70, 114, 180 0
14 CO 88/89 (98%) 0.53 14, 51, 112, 150 0
15 AP 82/82 (100%) 0.89 27, 89, 142, 180 0
15 CPp 80/82 (97%) 0.94 5, 46, 145, 180 0
16 AQ 80/84 (95%) 1.47 37, 91, 140, 180 0
16 CQ 81/84 (96%) 0.90 12, 57, 119, 154 0
17 AR 55/75 (73%) 1.30 18, 69, 147, 164 0
17 CR 55/75 (73%) 0.99 13, 53, 126, 175 0
18 AS 79/92 (85%) 2.06 59, 112, 174, 180 0
18 CS 80/92 (86%) 2.04 48,109, 172, 180 0
19 AT 85/87 (97%) 1.13 36, 94, 142, 170 0
19 CT 85/87 (97%) 1.51 17, 55, 118, 179 0
20 AB 218/241 (90%) 0.87 28,92, 142, 180 0
20 CB 218/241 (90%) 0.64 26, 96, 157, 180 0
21 AU 51/71 (71%) 1.09 26, 94, 153, 174 0
21 CU 51/71 (71%) 1.26 29, 82, 163, 180 0
22 BA 117/120 (97%) 0.04 39, 67, 125, 171 0
22 DA 117/120 (97%) -0.01 34, 73, 116, 180 0
23 BB 2841/2904 (97%) 0.17 9, 53, 144, 180 0
23 DB 2841/2904 (97%) 0.12 5, 45, 143, 180 0
24 BV 94/94 (100%) 0.72 26, 78, 134, 155 0
24 DV 94/94 (100%) 0.52 34, 83, 139, 162 0
25 BC 267/273 (97%) 1.20 5, 53, 143, 180 0
25 DC 267/273 (97%) 1.10 5, 52, 158, 180 0
26 BD 209/209 (100%) 1.44 8, 82, 157, 180 0
26 DD 209/209 (100%) 1.24 5, 57, 142, 180 0
27 BE 201/201 (100%) 1.34 5, 85, 162, 180 0
27 DE 201/201 (100%) 1.36 6, 82, 170, 180 0
28 BF 178/179 (99%) 0.93 39, 105, 168, 180 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
28 DF 178/179 (99%) 0.77 29, 96, 154, 180 0
29 | BG 176,/177 (99%) 1.31 34, 100, 164, 180 0
29 | DG 176/177 (99%) 0.91 | 23, 88, 156, 180 0
30 BH 149/149 (100%) 2.37 mlm 22, 126, 180, 180 0
30 DH 149/149 (100%) 1.53 mlm 30, 106, 167, 180 0
31 BJ 140/142 (98%) 1.02 | 11, 88, 153, 180 0
31 DJ 140/142 (98%) 0.85 | 7, 66, 148, 176 0
32 | BK 121/123 (98%) 0.74 9| 13, 60, 118, 152 0
32 | DK 121/123 (98%) 0.58 3(2%) 57 54 5, 36, 92, 134 0
33 BL 144/144 (100%) 2.61 67 (46%) mlm 15, 86, 167, 180 0
33 DL 144/144 (100%) 2.15 54 (37%) mlm 5, 81, 156, 180 0
34 | BM 136/136 (100%) 1.58 38 (27%) mlm 13, 71, 175, 180 0
34 | DM 136,/136 (100%) 1.16 23 (16%) | 11, 70, 164, 180 0
35 | BN 127/127 (100%) 1.56 41 (32%) mlm 17, 78, 168, 180 0
35 | DN 127/127 (100%) 1.08 16 (12%) | 5, 48, 159, 180 0
36 BO 117/117 (100%) 1.82 35 (29%) mlm 26, 91, 167, 180 0
36 | DO 117/117 (100%) 1.80 37 (31%) mlm 5,91, 172, 180 0
37 | BP 114/115 (99%) 1.85 A7 (41%) mlm 18, 98, 172, 180 0
37 | DP 114/115 (99%) 1.49 30 (26%) mlm 7, 65, 166, 180 0
38 | BQ 117/118 (99%) 0.53 10 10 |13] | 13, 66,146,174 | 0
38 DQ 117/118 (99%) 0.90 | 6, 57, 158, 180 0
39 BR 103/103 (100%) 1.12 | 24, 105, 167, 180 0
39 DR 103/103 (100%) 1.70 mlm 25, 92, 157, 180 0
40 BS 110/110 (100%) 0.68 9, 63, 133, 180 0
40 DS 110/110 (100%) 0.78 5, 46, 137, 180 0
41 BT 99/100 (99%) 1.67 25, 81, 162, 180 0
41 | DT 99,100 (99%) 2.63 15, 86, 168, 180 0
42 | BU 102/104 (98%) 2.27 17, 91, 169, 180 0
42 | DU 102/104 (98%) 1.85 30, 110, 171, 180 0
43 | BW 84/85 (98%) 2.68 10, 86, 159, 180 0
43 | DW 84/85 (98%) 2.45 16, 86, 168, 180 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
44 BX 63,/63 (100%) 1.79 20, 97, 160, 180 0
44 DX 63/63 (100%) 2.73 38, 110, 169, 180 0
45 BY 58/59 (98%) 1.60 0| 13, 86, 157, 180 0
45 DY 58/59 (98%) 1.24 | 5,79, 136, 150 0
46 BZ 70/70 (100%) 0.92 | 19, 66, 145, 180 0
46 DZ 70/70 (100%) 1.44 mlm 5, 68, 141, 180 0
47 B0 56/57 (98%) 1.42 mlm 26, 95, 180, 180 0
47 DO 56/57 (98%) 1.62 mlm 10, 70, 159, 177 0
48 Bl 54/55 (98%) 1.45 ml 24, 97, 160, 180 0
48 D1 54/55 (98%) 2.77 mlm 8, 82, 158, 180 0
49 B2 46 /46 (100%) 1.36 mlm 6, 51, 154, 174 0
49 D2 46/46 (100%) 1.14 | 9, 55, 131, 150 0
50 B3 64/65 (98%) 1.99 mlm 19, 61, 155, 180 0
50 D3 64,/65 (98%) 1.98 mlm 5, 61, 138, 178 0
51 B4 38/38 (100%) 2.78 mlm 30, 102, 170, 180 0
51 D4 38/38 (100%) 2.72 mlm 14, 111, 175, 180 0
52 BI 141/142 (99%) 2.56 mlm 52, 152, 180, 180 0
52 DI 141/142 (99%) 2.75 83, 160, 180, 180 0
All | ALl | 20439/21086 (96%) 0.76 5, 67, 155, 180 0

The worst 5 of 2584 RSRZ outliers are listed below:

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

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

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

There are no monosaccharides in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG AA | 1615 1/1 0.30 0.19 72,72,72,72
54 MG CA 1624 1/1 0.30 0.29 | 162,162,162,162
54 MG AA ] 1650 1/1 0.44 0.23 | 133,133,133,133
54 MG AA 1639 1/1 0.46 0.19 | 141,141,141,141
54 MG AA 1609 1/1 0.49 0.19 | 119,119,119,119
54 MG CA | 1623 1/1 0.50 0.14 70T
54 MG CA | 1631 1/1 0.58 0.26 21,21,21,21
54 MG CA | 1616 1/1 0.59 0.26 | 153,153,153,153
54 | MG | AA | 1626]| 1/1 0.61 | 043 | 82,82.82.82
54 MG CA 1629 1/1 0.62 0.61 62,62,62,62
54 MG CA 1622 1/1 0.63 0.34 | 132,132,132,132
54 MG BB | 3082 1/1 0.64 0.39 63,63,63,63
54 MG AA 1637 1/1 0.66 0.62 | 115,115,115,115
54 MG AA | 1608 1/1 0.66 0.18 57,57,57,57
54 MG DB | 3013 1/1 0.66 0.20 32,32,32,32
54 MG BB | 3034 1/1 0.67 0.22 42,42 42 42
54 MG AA 1631 1/1 0.68 0.25 | 143,143,143,143
54 MG BB 3047 1/1 0.70 0.29 | 128,128,128,128
54 MG AA | 1616 1/1 0.71 0.20 86,86,86,86
54 MG AA | 1628 1/1 0.71 0.16 63,63,63,63
54 MG BB | 3100 1/1 0.72 0.22 37,37,37,37
54 MG BB | 3097 1/1 0.72 0.13 96,96,96,96
54 MG DB | 3059 1/1 0.72 0.15 75,75,75,75
54 MG DB 3071 1/1 0.72 0.13 27,27,27,27
54 MG AA | 1614 1/1 0.73 0.15 67,67,67,67
54 MG AA | 1621 1/1 0.73 0.14 96,96,96,96
54 MG AA 1620 1/1 0.74 0.29 | 116,116,116,116
54 MG AA | 1619 1/1 0.74 0.13 33,33,33,33
54 MG BB | 3077 1/1 0.74 0.16 37,37,37,37
54 MG DB | 3017 1/1 0.74 0.23 22,22,2222
54 | MG | BB |3008| 1/1 074 | 0.16 | 82,82,82.82
54 MG BB 3033 1/1 0.74 0.26 | 113,113,113,113 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG BB | 3018 1/1 0.75 0.22 42,42.42 42 0
54 MG AA | 1627 1/1 0.75 0.33 17,17,17,17 1
54 MG DB | 3033 1/1 0.76 0.26 88,88,88,88 0
54 MG DB | 3108 1/1 0.76 0.11 24,24.24.24 0
54 MG DB | 3049 1/1 0.77 0.10 79,79,79,79 0
o4 MG DB | 3064 1/1 0.77 0.27 66,66,66,66 1
54 MG CA | 1609 1/1 0.78 0.19 | 132,132,132,132 0
54 MG DB | 3052 1/1 0.78 0.25 42,42.42 /42 0
54 MG BB | 3084 1/1 0.79 0.11 19,19,19,19 0
54 MG DB | 3044 1/1 0.79 0.09 58,58,58,58 0
54 MG AA | 1661 1/1 0.79 0.05 83,83,83,83 0
54 MG DB | 3023 1/1 0.79 0.08 44,4444 44 0
o4 MG AA | 1654 1/1 0.80 0.11 81,81,81,81 0
o4 MG AA | 1655 1/1 0.80 0.10 67,67,67,67 0
54 MG AA | 1658 1/1 0.80 0.12 | 113,113,113,113 0
54 MG AA | 1660 1/1 0.80 0.10 95,95,95,95 0
54 MG AA | 1612 1/1 0.80 0.11 52,52,52,52 0
54 MG AA | 1613 1/1 0.80 0.20 | 108,108,108,108 0
o4 MG AA ] 1603 1/1 0.80 0.14 74,74,74,74 0
54 MG DB | 3062 1/1 0.80 0.12 24,24.24.24 0
54 MG CA | 1640 1/1 0.80 0.12 | 139,139,139,139 0
54 MG BB | 3028 1/1 0.80 0.23 66,66,66,66 0
54 MG DB | 3016 1/1 0.80 0.14 25,25,25,25 0
54 MG DE 301 1/1 0.80 0.16 69,69,69,69 0
54 MG BB | 3041 1/1 0.81 0.18 47.47,47.47 0
o4 MG BB | 3046 1/1 0.81 0.17 63,63,63,63 0
o4 MG AA | 1607 1/1 0.81 0.08 82,82,82,82 0
54 MG AA | 1657 1/1 0.81 0.27 83,83,83,83 0
54 MG DB | 3075 1/1 0.81 0.14 42,42.42 42 0
54 MG BB | 3081 1/1 0.81 0.21 34,34,34,34 0
54 MG DB | 3057 1/1 0.81 0.20 56,56,56,56 1
54 MG BB | 3021 1/1 0.82 0.17 24,24.24.24 0
o4 MG BB | 3060 1/1 0.82 0.16 81,81,81,81 0
o4 MG AA ] 1640 1/1 0.82 0.10 42,42,42 42 0
54 MG CA | 1644 1/1 0.82 0.12 59,59,59,59 0
54 MG DB | 3007 1/1 0.82 0.14 15,15,15,15 0
54 MG DB | 3103 1/1 0.82 0.17 61,61,61,61 0
54 MG AA ] 1633 1/1 0.82 0.15 92,92,92,92 0
o4 MG BB | 3107 1/1 0.82 0.13 37,37,37,37 0
o4 MG BB | 3048 1/1 0.83 0.14 39,39,39,39 0
54 MG DB | 3060 1/1 0.83 0.10 | 105,105,105,105 0
54 MG DB | 3028 1/1 0.83 0.18 29,29,29,29 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG BB | 3094 1/1 0.83 0.15 16,16,16,16 0
54 MG DB | 3035 1/1 0.83 0.16 24,24,24,24 0
54 MG AA | 1602 1/1 0.83 0.19 34,34,34,34 0
54 MG DB | 3082 1/1 0.83 0.29 61,61,61,61 0
53 | KSG AA | 1601 | 26/26 0.83 0.30 53,53,53,53 0
53 | KSG CA | 1601 | 26/26 0.83 0.33 53,53,53,53 0
o4 MG AA | 1642 1/1 0.83 0.15 | 107,107,107,107 0
54 MG CA | 1628 1/1 0.84 0.33 38,38,38,38 1
54 MG CA | 1651 1/1 0.84 0.16 | 122,122,122,122 0
54 MG BB | 3065 1/1 0.84 0.14 47,4747 47 0
54 MG BB | 3014 1/1 0.84 0.17 33,33,33,33 0
o4 MG CA | 1637 1/1 0.84 0.15 | 107,107,107,107 0
54 MG CA | 1627 1/1 0.84 0.19 | 114,114,114,114 0
o4 MG BB | 3005 1/1 0.85 0.15 13,13,13,13 0
54 MG DB | 3029 1/1 0.85 0.19 22,22,22,22 0
54 MG AA | 1649 1/1 0.85 0.10 | 102,102,102,102 0
54 MG BB | 3067 1/1 0.85 0.16 56,56,56,56 0
54 MG DB | 3040 1/1 0.85 0.20 28,28,28,28 0
o4 MG BB | 3076 1/1 0.85 0.12 43,43,43,43 0
o4 MG AA ] 1625 1/1 0.85 0.41 81,81,81,81 0
54 MG BB | 3001 1/1 0.85 0.11 28,28,28,28 0
54 MG DB | 3107 1/1 0.85 0.13 19,19,19,19 0
54 MG DB | 3024 1/1 0.85 0.12 27,27,27,27 0
54 MG DB | 3058 1/1 0.85 0.20 | 132,132,132,132 0
54 MG BB | 3051 1/1 0.86 0.10 74,74,74,74 0
o4 MG DB | 3085 1/1 0.86 0.21 64,64,64,64 0
54 MG DB | 3093 1/1 0.86 0.76 48,48,48,48 1
54 MG BB | 3053 1/1 0.86 0.12 36,36,36,36 0
54 MG CA | 1630 1/1 0.86 0.09 49,49,49.,49 0
54 MG AA | 1656 1/1 0.86 0.14 | 100,100,100,100 0
54 MG BB | 3031 1/1 0.86 0.18 46,46,46,46 0
54 MG CA | 1608 1/1 0.87 0.06 31,31,31,31 0
o4 MG AA | 1617 1/1 0.87 0.13 65,65,65,65 0
54 MG CA | 1612 1/1 0.87 0.10 71,71,71,71 0
54 MG BB | 3063 1/1 0.87 0.17 27,27,27,27 0
54 MG DB | 3032 1/1 0.87 0.11 29,29,29,29 0
54 MG AA | 1624 1/1 0.87 0.12 25,25,25,25 1
54 MG BB | 3042 1/1 0.87 0.07 74,74,74,74 0
o4 MG DB | 3003 1/1 0.87 0.13 8,8,8,8 0
o4 MG BB | 3074 1/1 0.87 0.12 7,7,7,7 0
54 MG AA | 1647 1/1 0.87 0.60 84,84,84,84 0
54 MG DB | 3015 1/1 0.87 0.15 69,69,69,69 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG BB | 3105 1/1 0.87 0.15 33,33,33,33 0
54 MG BB | 3057 1/1 0.87 0.18 19,19,19,19 0
54 MG BB | 3064 1/1 0.88 0.16 71,71,71,71 0
54 MG AA | 1623 1/1 0.88 0.32 | 143,143,143,143 0
54 MG DB | 3027 1/1 0.88 0.15 37,37,37,37 0
o4 MG CA | 1638 1/1 0.88 0.21 60,60,60,60 0
54 MG BB | 3083 1/1 0.88 0.14 25,25,25,25 0
54 MG BB | 3066 1/1 0.88 0.13 42,42.42 /42 0
54 MG BB | 3043 1/1 0.88 0.24 63,63,63,63 0
54 MG BB | 3072 1/1 0.88 0.12 26,26,26,26 0
54 MG BB | 3099 1/1 0.88 0.13 58,58,58,58 0
o4 MG AA | 1652 1/1 0.88 0.14 | 105,105,105,105 0
o4 MG DB | 3098 1/1 0.88 0.11 9,9,9,9 0
o4 MG BB | 3007 1/1 0.88 0.15 57,57,57,57 0
54 MG AA | 1604 1/1 0.88 0.11 25,25,25,25 0
54 MG DB | 3053 1/1 0.88 0.10 37,37,37,37 0
54 MG CA | 1607 1/1 0.88 0.13 | 126,126,126,126 0
54 MG BB | 3101 1/1 0.89 0.10 14,14,14,14 0
o4 MG BB | 3104 1/1 0.89 0.13 33,33,33,33 0
o4 MG DB | 3061 1/1 0.89 0.11 48,48,48,48 0
54 MG CA | 1658 1/1 0.89 0.07 18,18,18,18 0
54 MG CA | 1661 1/1 0.89 0.29 67,67,67,67 0
54 MG BB | 3036 1/1 0.89 0.10 29,29,29,29 0
54 MG BB | 3088 1/1 0.89 0.16 25,25,25,25 0
54 MG DB | 3076 1/1 0.89 0.15 69,69,69,69 0
o4 MG DB | 3080 1/1 0.89 0.12 34,34,34,34 0
o4 MG BB | 3090 1/1 0.89 0.11 65,65,65,65 0
54 MG BB | 3091 1/1 0.89 0.16 42,42.42 42 0
54 MG DB | 3047 1/1 0.89 0.09 29,29,29,29 0
54 MG DB | 3094 1/1 0.89 0.21 33,33,33,33 0
54 MG BB | 3010 1/1 0.89 0.16 74,74,74,74 0
54 MG AA | 1645 1/1 0.89 0.16 97,97,97,97 0
54 MG BB | 3049 1/1 0.89 0.15 12,12,12,12 0
54 MG BB | 3017 1/1 0.89 0.10 54,54,54,54 0
54 MG DB | 3026 1/1 0.89 0.14 30,30,30,30 0
54 MG DB | 3042 1/1 0.90 0.16 5,9,5,5 0
54 MG BB | 3024 1/1 0.90 0.17 22,22,22,22 0
54 MG AA | 1634 1/1 0.90 0.19 73,73,73,73 0
o4 MG BB | 3052 1/1 0.90 0.09 27,27,27,27 0
54 MG BB | 3108 1/1 0.90 0.13 22,22,22.22 0
54 MG BB | 3109 1/1 0.90 0.15 33,33,33,33 0
54 MG DB | 3106 1/1 0.90 0.12 7,7,7,7 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG DB | 3056 1/1 0.90 0.12 67,67,67,67 0
54 MG CA | 1602 1/1 0.90 0.12 8,8,8,8 0
54 MG BB | 3080 1/1 0.90 0.09 42,42,42 42 0
54 MG DB | 3025 1/1 0.91 0.26 20,20,20,20 0
54 MG BB | 3073 1/1 0.91 0.21 55,55,55,55 0
o4 MG CA | 1647 1/1 0.91 0.12 40,40,40,40 0
54 MG AA | 1606 1/1 0.91 0.06 28,28,28,28 0
54 MG BB | 3075 1/1 0.91 0.25 35,35,35,35 0
54 MG DB | 3067 1/1 0.91 0.28 11,11,11,11 0
54 MG CA | 1659 1/1 0.91 0.25 88,88,88,88 0
54 MG BB | 3038 1/1 0.91 0.14 82,82,82,82 0
o4 MG DB | 3034 1/1 0.91 0.11 84,84,84,84 0
o4 MG DB | 3002 1/1 0.91 0.13 20,20,20,20 0
o4 MG DB | 3081 1/1 0.91 0.16 | 110,110,110,110 0
54 MG BB | 3093 1/1 0.91 0.16 5,9,5,5 1
54 MG BB | 3039 1/1 0.91 0.13 26,26,26,26 0
54 MG DB | 3009 1/1 0.91 0.11 10,10,10,10 0
54 MG DB | 3012 1/1 0.91 0.17 6,6,6,6 0
54 MG DB | 3095 1/1 0.91 0.09 44,4444 44 0
o4 MG BB | 3096 1/1 0.91 0.12 39,39,39,39 0
54 MG BB | 3026 1/1 0.91 0.12 25,25,25,25 0
54 MG BB | 3059 1/1 0.91 0.10 16,16,16,16 0
54 MG BB | 3071 1/1 0.91 0.19 38,38,38,38 0
54 MG BB | 3013 1/1 0.91 0.09 36,36,36,36 0
54 MG CA | 1642 1/1 0.91 0.13 70,70,70,70 0
o4 MG BB | 3102 1/1 0.92 0.11 34,34,34,34 0
o4 MG BB | 3087 1/1 0.92 0.11 53,53,53,53 0
54 MG DB | 3030 1/1 0.92 0.17 11,11,11,11 0
54 MG AA | 1653 1/1 0.92 0.15 30,30,30,30 0
54 MG BB | 3106 1/1 0.92 0.25 62,62,62,62 0
54 MG BB | 3062 1/1 0.92 0.21 34,34,34,34 0
54 MG AA ] 1605 1/1 0.92 0.12 30,30,30,30 0
o4 MG AA | 1646 1/1 0.92 0.15 | 103,103,103,103 0
54 MG BB | 3110 1/1 0.92 0.22 79,79,79,79 0
54 MG CA | 1636 1/1 0.92 0.14 13,13,13,13 0
54 MG DB | 3083 1/1 0.92 0.13 18,18,18,18 0
54 MG AA | 1651 1/1 0.92 0.05 64,64,64,64 0
54 MG BB | 3004 1/1 0.92 0.08 39,39,39,39 0
54 MG DB | 3050 1/1 0.92 0.20 42,42,42 42 0
o4 MG BB | 3016 1/1 0.92 0.18 19,19,19,19 0
54 MG DB | 3018 1/1 0.92 0.12 39,39,39,39 0
54 MG BB | 3068 1/1 0.92 0.12 39,39,39,39 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG BB | 3032 1/1 0.92 0.14 31,31,31,31 0
54 MG AA | 1618 1/1 0.92 0.12 | 102,102,102,102 0
54 MG CA | 1617 1/1 0.92 0.06 45,45,45,45 0
54 MG DB | 3109 1/1 0.92 0.19 57,57,57,57 0
54 MG CA | 1657 1/1 0.92 0.13 51,51,51,51 0
54 MG DB | 3066 1/1 0.93 0.15 12,12,12,12 0
54 MG BB | 3089 1/1 0.93 0.23 82,82,82,82 0
54 MG DB | 3069 1/1 0.93 0.09 50,50,50,50 0
54 MG DB | 3039 1/1 0.93 0.11 5,9,5,5 0
54 MG BB | 3019 1/1 0.93 0.13 22,22,22,22 0
54 MG AA | 1632 1/1 0.93 0.07 44,4444 44 0
o4 MG DB | 3079 1/1 0.93 0.14 7,7,7,7 0
o4 MG BB | 3054 1/1 0.93 0.11 70T 0
o4 MG DB | 3021 1/1 0.93 0.12 25,25,25,25 0
54 MG DB | 3022 1/1 0.93 0.07 5,9,5,5 0
54 MG BB | 3056 1/1 0.93 0.14 37,37,37,37 0
54 MG CA | 1614 1/1 0.93 0.13 97,97,97,97 0
54 MG CA | 1635 1/1 0.93 0.11 91,91,91,91 0
o4 MG DB | 3055 1/1 0.93 0.20 20,20,20,20 0
54 MG CA | 1663 1/1 0.93 0.15 20,20,20,20 0
54 MG DB | 3001 1/1 0.93 0.17 5,9,5,5 0
54 MG BB | 3027 1/1 0.93 0.07 29,29,29,29 0
54 MG BB | 3085 1/1 0.93 0.11 67,67,67,67 0
54 MG CA | 1621 1/1 0.93 0.09 46,46,46,46 0
54 MG CA | 1639 1/1 0.93 0.04 41,41,41,41 0
o4 MG BB | 3023 1/1 0.93 0.10 27,27,27,27 0
o4 MG BB | 3030 1/1 0.93 0.08 45,45,45,45 0
54 MG CA | 1603 1/1 0.94 0.12 32,32,32,32 0
54 MG CA | 1649 1/1 0.94 0.30 86,86,86,86 0
54 MG DB | 3014 1/1 0.94 0.14 28,28,28,28 0
54 MG DB | 3036 1/1 0.94 0.17 25,25,25,25 0
54 MG DB | 3037 1/1 0.94 0.10 8,8,8,8 0
o4 MG DB | 3070 1/1 0.94 0.07 60,60,60,60 0
54 MG DB | 3038 1/1 0.94 0.08 33,33,33,33 0
54 MG DB | 3073 1/1 0.94 0.11 44,44,44, 44 0
54 MG CA | 1650 1/1 0.94 0.08 67,67,67,67 0
54 MG CA | 1632 1/1 0.94 0.12 34,34,34,34 0
54 MG CA | 1652 1/1 0.94 0.13 20,20,20,20 0
o4 MG DB | 3043 1/1 0.94 0.07 7,7,7,7 0
o4 MG CA | 1634 1/1 0.94 0.09 46,46,46,46 0
54 MG DB | 3020 1/1 0.94 0.24 41,41,41.41 0
54 MG CA | 1606 1/1 0.94 0.08 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 | 3092 1/1 0.94 0.16 56,56,56,56 0
54 MG DB | 3086 1/1 0.94 0.24 25,25,25,25 0
54 MG DB | 3051 1/1 0.94 0.15 57,57,57,57 0
54 MG BB | 3079 1/1 0.94 0.06 32,32,32,32 0
54 MG BB | 3061 1/1 0.94 0.06 33,33,33,33 0
o4 MG AA | 1636 1/1 0.94 0.14 83,83,83,83 0
54 MG DB | 3100 1/1 0.94 0.14 6,6,6,6 0
54 MG CA | 1613 1/1 0.94 0.10 63,63,63,63 0
54 MG DB | 3104 1/1 0.94 0.19 44,44,44 44 0
54 MG DB | 3105 1/1 0.94 0.08 24,24,24.24 0
54 MG CA | 1641 1/1 0.94 0.08 40,40,40,40 0
o4 MG BB | 3003 1/1 0.94 0.11 23,23,23,23 0
o4 MG BB | 3098 1/1 0.94 0.15 49,49,49,49 0
o4 MG DB | 3010 1/1 0.94 0.08 8,8,8,8 0
54 MG DB | 3011 1/1 0.94 0.17 23,23,23,23 0
54 MG DN 201 1/1 0.94 0.26 38,38,38,38 0
54 MG AA | 1611 1/1 0.95 0.06 57,57,57,57 0
54 MG DB | 3065 1/1 0.95 0.16 25,25,25,25 0
o4 MG BB | 3009 1/1 0.95 0.08 35,35,35,35 0
o4 MG BB | 3040 1/1 0.95 0.14 18,18,18,18 0
54 MG DB | 3068 1/1 0.95 0.11 49,49,49.,49 0
54 MG AA | 1630 1/1 0.95 0.10 20,20,20,20 0
54 MG DB | 3004 1/1 0.95 0.15 38,38,38,38 0
54 MG CA | 1611 1/1 0.95 0.04 43,43,43,43 0
54 MG DB | 3008 1/1 0.95 0.19 39,39,39,39 0
o4 MG BB | 3055 1/1 0.95 0.12 19,19,19,19 0
o4 MG BB | 3086 1/1 0.95 0.29 94,94,94,94 0
54 MG AA | 1641 1/1 0.95 0.09 72,72,72,72 0
54 MG CA | 1615 1/1 0.95 0.14 54,54,54,54 0
54 MG AA | 1638 1/1 0.95 0.11 88,88,88,88 0
54 MG BB | 3044 1/1 0.95 0.07 39,39,39,39 0
54 MG DB | 3045 1/1 0.95 0.07 45,45,45,45 0
o4 MG DB | 3046 1/1 0.95 0.18 18,18,18,18 0
54 MG CA | 1643 1/1 0.95 0.10 62,62,62,62 0
54 MG DB | 3090 1/1 0.95 0.15 | 106,106,106,106 0
54 MG DB | 3092 1/1 0.95 0.06 16,16,16,16 0
54 MG DB | 3048 1/1 0.95 0.07 7,7,7,7 0
54 MG CA | 1620 1/1 0.95 0.14 32,32,32,32 0
o4 MG CA | 1646 1/1 0.95 0.05 94,94,94,94 0
o4 MG BB | 3006 1/1 0.95 0.08 20,20,20,20 0
54 MG BB | 3035 1/1 0.95 0.12 25,25,25,25 0
54 MG DB | 3101 1/1 0.95 0.13 30,30,30,30 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG DB | 3102 1/1 0.95 0.11 13,13,13,13 0
54 MG AA | 1644 1/1 0.95 0.17 81,81,81,81 0
54 MG BB | 3078 1/1 0.95 0.28 49,49,49.49 0
54 MG CA | 1626 1/1 0.95 0.10 17,17,17,17 0
54 MG CA | 1653 1/1 0.95 0.07 48,48,48,48 0
54 MG CA | 1655 1/1 0.95 0.05 26,26,26,26 0
54 MG BB | 3037 1/1 0.95 0.10 21,21,21,21 0
54 MG BB | 3050 1/1 0.95 0.13 20,20,20,20 0
54 MG CA | 1604 1/1 0.95 0.15 49,49,49.49 0
54 MG CA | 1605 1/1 0.95 0.09 37,37,37,37 0
54 MG CA | 1654 1/1 0.96 0.19 32,32,32,32 0
o4 MG BB | 3069 1/1 0.96 0.08 8,8,8,8 0
o4 MG CA | 1633 1/1 0.96 0.10 50,50,50,50 0
o4 MG DB | 3097 1/1 0.96 0.13 19,19,19,19 0
54 MG BB | 3020 1/1 0.96 0.07 38,38,38,38 0
54 MG DB | 3099 1/1 0.96 0.17 11,11,11,11 0
54 MG CA | 1645 1/1 0.96 0.08 28,28,28,28 0
54 MG CA | 1660 1/1 0.96 0.21 27,27,27,27 0
54 MG CA | 1625 1/1 0.96 0.14 24,24.24.24 0
54 MG BB | 3103 1/1 0.96 0.14 11,11,11,11 0
54 MG CA | 1648 1/1 0.96 0.06 39,39,39,39 0
54 MG AA | 1635 1/1 0.96 0.07 75,75,75,75 0
54 MG CA | 1619 1/1 0.96 0.07 9,9,9,9 0
54 MG BB | 3022 1/1 0.96 0.14 55,55,55,55 0
54 MG DB | 3087 1/1 0.96 0.12 40,40,40,40 0
o4 MG DB | 3088 1/1 0.96 0.21 51,51,51,51 0
o4 MG AA ] 1629 1/1 0.96 0.10 62,62,62,62 0
54 MG AA | 1622 1/1 0.96 0.06 16,16,16,16 0
54 MG CA | 1610 1/1 0.97 0.16 61,61,61,61 0
54 MG DB | 3089 1/1 0.97 0.28 28,28,28,28 0
54 MG CA | 1656 1/1 0.97 0.10 60,60,60,60 0
54 MG DB | 3091 1/1 0.97 0.16 39,39,39,39 0
o4 MG BB | 3011 1/1 0.97 0.12 9,9,9,9 0
54 MG BB | 3058 1/1 0.97 0.12 33,33,33,33 0
54 MG DB | 3054 1/1 0.97 0.10 32,32,32,32 0
54 MG DB | 3072 1/1 0.97 0.10 5,9,5,5 0
54 MG BB | 3012 1/1 0.97 0.19 75,75,75,75 0
54 MG DB | 3074 1/1 0.97 0.13 12,12,12,12 0
o4 MG BB | 3025 1/1 0.97 0.15 67,67,67,67 0
o4 MG DB | 3041 1/1 0.97 0.13 29,29,29,29 0
54 MG DB | 3077 1/1 0.97 0.12 41,41,41.41 0
54 MG DB | 3078 1/1 0.97 0.08 5,9,5,5 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
54 MG AA | 1659 1/1 0.97 0.20 | 157,157,157,157 0
54 MG CA | 1662 1/1 0.97 0.11 38,38,38,38 0
54 MG AA | 1643 1/1 0.97 0.07 | 116,116,116,116 0
54 MG BB | 3015 1/1 0.97 0.10 23,23,23,23 0
54 MG DB | 3031 1/1 0.97 0.10 40,40,40,40 0
o4 MG DB | 3084 1/1 0.97 0.18 18,18,18,18 0
54 MG BB | 3045 1/1 0.97 0.05 40,40,40,40 0
54 MG BB | 3029 1/1 0.97 0.10 7,7,7,7 0
54 MG AA | 1648 1/1 0.97 0.12 31,31,31,31 0
54 MG DB | 3063 1/1 0.98 0.11 42,42.42 42 0
54 MG DB | 3006 1/1 0.98 0.08 16,16,16,16 0
o4 MG CA | 1618 1/1 0.98 0.08 26,26,26,26 0
o4 MG BB | 3095 1/1 0.98 0.06 48,48,48,48 0
o4 MG BB | 3002 1/1 0.98 0.09 9,9,9,9 0
54 MG AA | 1610 1/1 0.98 0.16 10,10,10,10 0
54 MG BB | 3070 1/1 0.98 0.09 55,55,55,55 0
54 MG DB | 3005 1/1 0.98 0.09 6,6,6,6 0
54 MG DB | 3096 1/1 0.99 0.17 31,31,31,31 0
o4 MG DB | 3019 1/1 0.99 0.03 8,8,8,8 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

	Overall quality at a glance
	Entry composition
	Residue-property plots
	Data and refinement statistics
	Model quality
	Standard geometry
	Too-close contacts
	Torsion angles
	Protein backbone
	Protein sidechains
	RNA

	Non-standard residues in protein, DNA, RNA chains
	Carbohydrates
	Ligand geometry
	Other polymers
	Polymer linkage issues

	Fit of model and data i 
	Protein, DNA and RNA chains i 
	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligands i 
	Other polymers i 


