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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
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

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

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

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

Refmac : 5.8.0135
CCP4 : 6.5.0

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

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Rfree I W 0.286
Clashscore 0 I 36

Ramachandran outliers W 11.5%
Sidechain outliers 0 I 15.4%
RSRZ outliers Im] W 6.7%

RNA backbone IS I N 052

Worse Better

0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution

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

Rfree 91344 1051 (3.60-3.40)

Clashscore 102246 1157 (3.60-3.40)

Ramachandran outliers 100387 1120 (3.60-3.40)

Sidechain outliers 100360 1121 (3.60-3.40)

RSRZ outliers 91569 1058 (3.60-3.40)

RNA backbone 2183 1050 (4.20-2.80)

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

Mol | Chain | Length Quality of chain
1 AA 1542 22% 63% 14%
1 CA 1542 21% 65% 13%
3%
2 AC 232 31% 43% 8% 1%
7%
2 CcC 232 31% 44% 1% 1%

Continued on next page...
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Mol | Chain | Length Quality of chain
3%
3 AD 205 26% 61% 12%
%
. I
3 CD 205 29% 59% 12%
3%
4 AE 166 30% 50% e 10%
4%
L I
4 CE 166 29% 51% 0%  10%
20%
I —
5 AF 135 13% 51% 7% 26%
%
5 CF 135 16% 48% 7% 26%
3%
e
6 AG 178 27% 49% 8% - 16%
5%
6 CG 178 29% 48% 8% . 15%
8%
7 AH 129 33% 59% 6% -
0%
7 CH 129 34% 57% 7% .
21%
= ——
8 Al 129 24% 64% 1% -
1%
| .. ——
8 CI 129 19% 67% 12% .
3%
9 Al 103 36% 46% 14% 5%
57%
.. ——
9 CJ 103 36% 46% 14% 5%
0/0
10 AK 128 : 24% 55% 12% + 9%
7%
10 CK 128 26% 53% 12% .« 9%
3%
h P
11 AL 123 33% 50% 1% .
2°/°
11 CL 123 32% 53% e 5%
5%
| .. —
12 AM 117 26% 62% 10% -
3%
12 CM 117 25% 62% o o
0%
h e E———
13 AN 100 27% 54% 14% = .
5%
13 CN 100 29% 53% 2% .
7%
14 AO 89 43% 47% o .
20/0
. I
14 CcO 89 46% 45% 8%
0%
15 AP 82 34% 55% o .

Continued on next page...
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Mol | Chain | Length Quality of chain
5%
15 CP 82 32% 54% 1%
5%
16 AQ 83 23% 61% 12%
16 CQ 83 25% 60% 12%
7%
17 AR 74 - 39% 32% 26%
7%
17 CR 74 38% 34% 26%
25%
18 AS 91 18% 53% 15% 13%
3%
18 CS 91 19% 53% 15% 12%
3%
19 AT 86 38% 47% 12%
19 CcT 86 43% 42% 12%
0%
h E——
20 AB 240 25% 50% 15% . 9%
30%
I —
20 CB 240 24% 48% 18% 9%
3%
_
21 AU 71 20% 37% 13% 28%
1 1 0/0
21 CU 71 e 39% 13% 28%
0/0
—
22 BA 120 21% 63% 13%
°/O
—
22 DA 120 20% 65% 12%
o/O
23 BB 2904 : 24% 61% 12%
23 DB 2904 23% 63% 12%
5%
_
24 BV 94 26% 61% 14%
3%
_
24 DV 94 23% 65% 129%
0%
h -
25 BC 273 25% 51% 22% ..
%
h _——
25 DC 273 23% 51% 22% _—
3%
e
26 BD 209 25% 56% 17%
0%
e
26 DD 209 24% 57% 17%
1%
h
27 BE 201 29% 54% 17%
7%
27 DE 201 o 30% 53% 16%

Continued on next page...
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Mol | Chain | Length Quality of chain
31%
1 — -
28 BF 178 18% 49% 30% .
20%
I -
28 DF 178 19% 48% 31% .
3%
e -
29 BG 176 28% 49% 21% .
5%
h -
29 DG 176 24% 52% 21% .
34%
1 — —
30 BH 149 23% 43% 26% 7%
5%
| -
30 DH 149 23% 54% 21% .
5%
_ _—
31 BJ 142 26% 54% 17% .
5%
_ -
31 DJ 142 23% 58% 16% .
37%
e — -
32 BK 123 21% 53% 23% ..
%
| -
32 DK 123 20% 52% 24% _—
3%
33 BL 144 - 25% 53% 19% -
3%
e -
33 DL 144 26% 53% 19% .~
7%
34 BM 136 26% 57% 15%
2%
|
34 DM 136 26% 55% 16%
0%
35 BN 127 ﬂ_ 64% 4% 6%
0/O
35 DN 127 IT 61% 4% e
2%
== -
36 BO 117 26% 56% 15% -
°/°
36 DO 117 . 25% 56% 6% .
%
1 — —
37 BP 114 32% 45% 18% 6%
7%
37 DP 114 33% 45% 17% %
3%
38 BQ 117 - 26% 62% 12%
7%
38 DQ 117 26% 63% 1%
5%
39 BR 103 26% 5% 20%
5%
39 DR 103 22% 58% 18%
5%
40 BS 110 29% 55% 15%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
9%
.-
40 DS 110 32% 53% 15%
%
41 BT 100 .W 21% 7%
6%
41 DT 100 T 23% 7%
24%
I — -
42 BU 103 21% 52% 24% .
%
— -
42 DU 103 22% 50% 25% .
5%
43 | BW 84 | e o ——
5%
43 | DW 84 | o ——
24%
I — —
44 BX 63 19% 60% 16% 5%
5%
44 DX 63 -F 60% 17% %
7%
45 BY 58 — 31% 52% 16%
3%
45 DY 58 - 31% 50% 17%
0%
46 | BZ 78 | o 5o, -
30/0
46 DZ 78 14% 62% 22% -
5%
47 BO H6 I 34% 50% 16%
5%
47 DO 56 - 29% 57% 14%
52%
48 B1 54 26% 54% 8% 7%
20%
48 D1 54 24% 57% % 7%
7%
49 B2 46 28% 57% 13%
20/0
49 D2 46 35% 48% 13%
5%
50 B3 64 r— 38% 53% 6% o
1%
50 D3 64 — 38% 55% 5% .
3%
_
51 B4 38 21% 61% 18%
51 D4 38 29% 50% 21%
9%
e —
52 BI 141 37% 60%
6%
| ———
52 DI 141 31% 61% 8%
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The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
53 MG AA 2023 - - - X
53 MG BB 3086 - - - X
53 MG BB 3097 - - - X
53 MG CA | 2020 - - - X
53 MG CA | 2045 - - - X
54 | HYG CA | 2062 - - - X
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2  Entry composition (i)

There are 56 unique types of molecules in this entry. The entry contains 284077 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N Q) P
1 AA 1530 32831 14642 6024 10635 1530 0 0 0
Total C N O P
1 CA 1530 32831 14642 6024 10635 1530 0 0 0

e Molecule 2 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AC 206 ??2&41 10028 31(\)15 223)8 2 0 0 0
2 cC 206 ?2?41 1OC28 31(\)I5 2(8)8 2 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s AD 205 ?((;Zaél 1()026 31115 2(9)8 LSL 0 0 0
s eb 205 ngaal 1()026 31115 2(9)8 LSL 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AE 150 ?(1)88; 637 211]1 2(31 2 0 0 0
4 CE 150 ?(1)88; 637 211]1 2(31 g 0 0 0

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


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g AF 100 817 515 148 148 6 0 0 0
Total C N O S
g CF 100 817 515 148 148 6 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AG 150 1174 730 226 214 4 0 0 0
Total C N O S
6 CG 152 1196 745 230 217 4 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 AH 129 979 616 173 184 6 0 0 0
Total C N O S
7 CH 129 979 616 173 184 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 Al 127 1022 634 206 179 3 0 0 0
Total C N O S
8 CI 127 1022 634 206 179 3 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
9 | A 98 786 493 150 142 1 0 0 0
Total C N O S
) CJ 8 786 493 150 142 1 0 0 0
e Molecule 10 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 AK 17 877 540 174 160 3 0 0 0

Continued on next page...




Page 10

wwPDB X-ray Structure Validation Summary Report

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 CK L7 T807t7a 1 55130 11;14 1(6?0 ZSS 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AL 123 1;)0;; 1 5§O 1156 1((?5 ASL 0 0 0
1 CL 123 1;)0;; 1 5§O 1156 1((?5 ASL 0 0 0

e Molecule 12 is a protein called 30S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 AM 14 1;%08? 1 5;36 11;18 1(536 g 0 0 0
12 M 13 1;%0;2 1 521 11;17 1(5?5 2 0 0 0

e Molecule 13 is a protein called 30S ribosomal protein S14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 AN %6 T707tj 1 423 1120 128 g 0 0 0
13 CN %6 T7O7tj 1 423 1120 128 g 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 A0 88 T701t§ 1 420 1116 1(2)8 ? 0 0 0
14 cO 88 T701t§L 1 45130 1116 1(2)8 ? 0 0 0

e Molecule 15 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1o AP 82 T6O4t9al 4%6 11;8 1(1)4 ? 0 0 0
1o cP 80 T603t8a 1 4%0 11;6 1(1)1 ? 0 0 0
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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 81 656 417 122 114 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 & 455 288 86 81 0 0 0
Total C N O
17 CR & 455 288 86 81 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 AS 7 637 408 120 107 2 0 0 0
Total C N O S
18 S 80 644 413 121 108 2 0 0 0
e Molecule 19 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 AT 85 665 411 137 114 3 0 0 0
Total C N O S
19 CT 85 665 411 137 114 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 o1 425 265 86 73 1 0 0 0
Total C N O S
21 Cu o1 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 @) P
22 BA 17 2507 1116 459 815 117 0 0 0
Total C N 0O P
22 DA 17 2507 1116 459 815 117 0 0 0
e Molecule 23 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
23 BB 2841 60995 27210 11229 19715 2841 0 0 0
Total C N @) P
23 bB 2841 60995 27210 11229 19715 2841 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein 1.25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 BV 91 753 479 137 134 3 0 0 0
Total C N O S
24 bV 91 753 479 137 134 3 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 BC 21 2082 1288 423 364 7 0 0 0
Total C N O S
25 DC 21 2082 1288 423 364 7 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 BD 209 1565 979 288 294 4 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 BE 201 ?gt;?l 9?4 22]3 2(30 i 0 0 0
27 bE 201 11??21 9?4 2213 2(30 i 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 BF 178 ?Zt;)l 9(55 2?1 2(5?8 g 0 0 0
28 DF 178 ?Zt;)l 9(55 2?1 2(5?8 g 0 0 0

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

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

e Molecule 30 is a protein called 50S ribosomal protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30 BH 149 T(l)tlail 639 115\;7 2(1)4 ? 0 0 0
30 bH 149 r‘f(l)tlail 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
31 BJ 142 ?(1);?)1 7?4 2?2 1(39 ASL 0 0 0
31 bJ 142 T(l)t;él 7?4 211]2 189 ZSL 0 0 0
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e Molecule 32 is a protein called 50S ribosomal protein 1.14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 BR 121 T9O3t (? 1 522 11;19 1((?4 g 0 0 0
32 DK 121 T9O3t (? 1 532 11;19 1((?4 g 0 0 0

e Molecule 33 is a protein called 50S ribosomal protein L.15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 BL 143 ngaf)l 629 21§6 1(529 ? 0 0 0
33 bL 143 ngaf)l 629 21§6 1(539 ? 0 0 0

e Molecule 34 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
34 BM 136 1118211 6§6 21§5 1(7)7 g 0 0 0
34 bM 136 1118211 6§6 21§5 1(7)7 g 0 0 0

e Molecule 35 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BN 120 1;)06t (? 1 5(;3 11;)]6 1(6?6 g 0 0 0
35 bN 120 1;)Ofit (? 1 5(933 1136 1(36 g 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 BO 116 1;§O9t ;l 5?2 11;18 122 0 0
36 Do 116 1;§O9t ;l 5?2 11;18 122 0 0

e Molecule 37 is a protein called 50S ribosomal protein L19.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BP 114 917 574 179 163 1 0 0 0
Total C N O S
37 bpP 114 917 574 179 163 1 0 0 0
e Molecule 38 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
381 BQ 17 047 604 192 151 0 0 0
Total C N O
38 1 DQ 17 047 604 192 151 0 0 0
e Molecule 39 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BR 103 816 516 153 145 2 0 0 0
Total C N O S
39 DR 103 816 516 153 145 2 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BS 110 837 532 166 156 3 0 0 0
Total C N O S
40 DS 110 837 532 166 156 3 0 0 0
e Molecule 41 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BT 93 738 466 139 131 2 0 0 0
Total C N O S
i DT 93 738 466 139 131 2 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein 1.24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
12 BU 102 779 492 146 141 0 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 bu 102 T707t931 45(;2 1126 1(21 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IGERF TSN EEE
IR T TSN
e Molecule 44 is a protein called 50S ribosomal protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 | BX 63 T500t§1 3(133 91\; 9% 3 0 0 0
4 | DX 63 T;ggl 3(133 912 9% 3 0 0 0
e Molecule 45 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 | BY 58 Tﬁgl 221 81\; % g 0 0 0
NN TS REEEE
e Molecule 46 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 Bz [ T602t§ 1 328 11;9 1%)6 2 0 0 0
46 bz 77 T602t§L 1 3(8}8 11;I9 1(86 g 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 | BO 56 ol 2(639 o é% ; 0 0 0
47 | DO 56 ol 229 o g) ; 0 0 0
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e Molecule 48 is a protein called 50S ribosomal protein 1.33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
48 | Bl 50 Tf()tgl 2(6]3 71\; 701 0 0 0
48 | DI 50 Tf()tgl 2%13 71\; ;)1 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | B2 16 Tgo;;‘l 238 91\5 507 3 0 0 0
19 | D2 16 Tgo;;‘l 238 91\5 507 g 0 0 0

e Molecule 50 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 B3 o4 1;30521 353 1155 7?1 2 0 0 0
50 b3 64 1;30521 333 1155 7?1 2 0 0 0

e Molecule 51 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

51 | B4 38 20551 1(;5 61\; 23 i 0 0 0
e Molecule 52 is a protein called 50S ribosomal protein L11.

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

e Molecule 53 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total Mg

53 BB 110 10 110 0 0
Total Mg

53 CA 61 61 61 0 0

53 | AE 1 Tofal N{g 0 0
Total Mg

53 AA 58 53 53 0 0

53 | AN 1 Tofal l\qg 0 0

53 | CE 1 Tofal l\qg 0 0
Total Mg

53 DB 111 1T 11l 0 0

e Molecule 54 is HYGROMYCIN B (three-letter code: HYG) (formula: CogH37N3043).

HYG

Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total C N O
54 AA 1 36 20 3 13 0 0
Total C N O
54 CA 1 26 50 3 13 0 0

e Molecule 55 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
55 | B4 1 Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
55 D4 1 Total Zn 0 0
1 1
e Molecule 56 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
56 AA 282 989 989 0 0
Total O
56 AE 4 A A 0 0
56 | AK p Total - O 0 0
2 2
56 | AL 5 Total - O 0 0
5 5
Total O
56 AN 4 A A 0 0
Total O
56 AT 3 3 5 0 0
Total O
56 BB 492 199 492 0 0
Total O
56 BC 8 g 3 0 0
56 | BD 1 Total O 0 0
1 1
Total O
56 BE 2 5 5 0 0
56 | BH 1 Total O 0 0
1 1
Total O
56 BL 2 5 5 0 0
56 | B2 1 Total O 0 0
1 1
Total O
56 CA 294 904 294 0 0
Total O
56 CE 4 A A 0 0
56 CT 1 Total O 0 0
1 1
56 | CK 1 Total O 0 0
1 1
Total O
56 CL 3 5 5 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
56 | CN 3 P 0 0
56 | CT 1 Total - O 0 0
11
Total O
56 | DB 499 109 499 0 0
56 | DC 5 Total - O 0 0
5 5
56 | DD 1 Total - O 0 0
11
56 | DE 1 Total O 0 0
11
Total O
56 | DL 5 s 0 0
56 | DP 1 Total - O 0 0
11
56 D2 1 Toltal (1) 0 0
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
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shows the sequence view annotated by
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a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

coded according to the number of geometric quality criteria for which they contain at least one

outlier

3 Residue-property plots (i)

Page 21
e Molecule 1
Chain AA

19D

T€D

[44)]

81D

91V

vin

10

Tesn
0€9D

8290
LTSH
9TS0

869N
169D
968V
S6SY
650
€690
269D
1690
0630

189D
9890
989D
%890

1899
0890

LLSD

S.49D
bLSY
LSV
TLSY
TLS0
048D

999H
940
%990
€99V
298N
1980
098V
689V

LSSD
999D
999N

€499y
248sn

089D
6%90
8%9D
LYSY
9%av
S%90

T¥9d
154°0)]
0%9d
6ESV
8€9D
LESD

bean
£ESY
ceSY

TELD
0€LD
6CLY

STLD

RLDWIDE

0O
PROTEIN DATA BANK

W

erDe


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

4V64

wwPDB X-ray Structure Validation Summary Report

Page 22

9980

3

zh8n

*

8€8D
LEBN

gesn
vesn

vT8d

zTsen
728D

6€6D
8E6V
LEGY

9€60

€60

88N
€880
2880
1889
0880

8.8V

S.80n

698D
8980

886D
1869

7860

6160

€169

1,960
9969
9960

€9070
29010
901D
09070
6S0TD
8G0TH
LS0TH
980710
SG0TY

€80T1D

080T1H

9Y0TV
S%0T0

€%0TD
147941

0%010
6€0TD
8€0TD
LEOTD

TETTD
0ETTV

8TTTD
LTTTD
oTTIN
ra e
iZ4a%)]
€210
TN
114391
0ZT1D
61110
81110

S17I0
Y1110
€TTTD

OTTTV
60710
80TTD
LOTTD
90TTD
SOTTY

€0TTD

660TD
86010
L6010
96010
96010

601D
€601V

16010
06070

98070
S80TN

80TV

080TV
6.01D
8L0T0
LL0TD

vL01D
€070
TLOTD
TLOTD
04070
69010
890TD
L90TY

Z8T1H

0811V

8LTTD
LLTTD
9LTTY
SLTTD

€LTINn

99719

v9T1D
€911V
29110

+

€GTTD
TSTTY
TSTIV
0STTY
67110
8¥1IN

YPIID
€PT1D
[429 0]
9110
0%110
6ETTD

LETTD

SETIN
YETID
€ETTD
CETTD

09TTD
6GTTD
8GTTD

GSTTH
baTTy
€GTTH
4148
TSIV

6%CTD

LyTIn
o%TTY
24 %]
444 %]
€%TTO
THTTID
TvCTH

6ETTY

9ETTY
SETIN
YETTD

TETTD
0ETTD

012TD

80TTD
LOTTD
90TTD

€0TTD

TTETD
TTETN
0CTETD

8TETY

9TETD
STETN
YIETD
€1€TN
Nﬂmﬁu
80€TN
LOETN

90ETY

Y0ETD

¥8TT0

9.TTD
S.LTTY
bLTTY
€.TT0

TLTTY
0.21H
69CTY
89CTD

992TD

voTIn
€92TD
921D

88ETD
L8ETH
98ETH

T8ETD
18€TN
08€TN
6LETD

9LETN

vLETY
ELETD

TLETD
0LETD
69€TD

LOETD
99€TD

T9€TD
09€TV

98ETH
SSETH

LEETD

YEETD
EEETY
CEETY
TEETD
0EETN
6CETV
8TETD
LTETD
9TETN
STETD
veeTy

LSPTD
98IV

0S¥%10
67710

LYPTV

6E7TH
8E¥TH
LEVTY
9EVIN
SEVTD
YEVIV

TEVTIV
0EVTV

8THIV
LTHTD
9THTH
STvIn
vevin
13445

13443

LI%1D
9T%1D
STPTD
7IvIn
EIPIV
CI%T0
11910
0T#TV
60%TD
80%TV
LO%TD
90%10
S0%TH

10719

66E£TD

v6ETY
€6ETN
CT6ETH
T6€10
06€TN
68ETD

6TSTV

LTISTD
9T8TH
STSTH
$ISTD
E€TGTY
21810
TTST1D
0T8TD
60810
80GTY

%0519
08TV

T0STD
0087V
6671V
86710
L6%TD
96%10
S6%10
¥6%1D

161D
06710
68%1H
88%1H
L8%1H
98%1H

£87TV
°8vTD
8710
0871V
6L%T0
8L%10
LLYT0

SLPTD
vLvIN
ELPTD
cLPIN
TLY10
0L%10
69%10
8971V

99%10
SOVTV
vovIn
£9%10
(4]
19919
09%1D
6S%TD

€E€GTD

TESTY

629T1H
8241N
4TS10
9TSTH
STSTH
%TS1D
€TSTH
2TaeIn
12S10

16S ribosomal RNA

e Molecule 1

13%

65%

21%

Chain CA:

TETD

62TV

LTTH
9TTH

€cIn

o
~
<

861D

96TV
S6TV
%610
€610

161D
06TV
68TV
8810

9810

91D

[44%)]
91D

8ETH
LETN

SETD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 23

elstd]

L%TH

0%ZH

TEED
0€ED

0TEY

81€D
LTEN

STEY
v1€0
EIEY
TTED

0T€D
60V
80€0
L0€D
90€Y

20€D
T0€D
00EY

86CV

T6TH

682D

820
9820
S82T0
820

(44

S.2H

elen
TLTd
TL2D
(k4 )
6920

€92V

L8€N
98€0

SG8€0

£8EY

69€D

L9EN

S9€N
Y9EY

2T9EH

9E¥D

vEWN

TELY

evn
(0471}

9T¥%D

0T%d
6070

90%H

€0%D
{4975

00%D
66€D

L6EY

829D
LTSD
9TS8)
STSO
440
€28y
2Tsd
128D

i

L19D
9180

€190
180

680
€680
269D
7650
06Sn

189D
9890
688D
89D

784D
089D

8190

S.SD
LSV
LSV

TL80
048D

999D
G98n
%990
€99V

796N
099V

1

969D
feiefeii]

€99V
¢s§sn
T8sn
088D
6%50
8%9D

eici)
S%90

NOOO-HNMm
M m om S S
10 10 10 D O O O
B BB B D

vesn
€ESY
TESY

0€SD

6990
84990
Ls9on

299N
TS9D

679V

TTLD

0TLd

.90

SL9V
.99
€L9V
TLoN

0.L99
6999
899D

S99V
799D
€99V
2990

0990

TOLY
16D

6840
8840
L8LY

t
i

w8LY
€810

08.LY

{471}

§G.LD
%9.L0

1S40
0S40

oYLV
SPLD
¥9LD
€YLY
478

6€LD
8€LD
LELD
9€.LD
SE€LD
wELD

TELD
0€LD
6TLY
8TLY

STLD

698D
848D
L3980

vg8n
€480

8%80

8N

+

8€8D
LE8N

sesn
vesn
£€8D

9280
ST8v
¥c8d
€280
{441}
1289
0z8n

918V

vI8Y
€180

€640

0€60
626D
826D

%260
£T6V
226D
Tcen
0zen
616V
816V
L1169
9160

768D

766V

886D
1869
9860
$860

z860
1860

6,60
8L6V

€L6D
TL6D

0.60

1,960
9969
960
w96V

6396V
896V
Ls6n
94660

796D
€969

6€£6D
8E6V
LEGY
9€6D
SE6Y
€60

T€6D

98070
SSOTY

€S50TD

0S0TD

9%0TY
S%010

€%01D
147441

0%010
6€£0TD
8E0TD
LEOTD
9E0TY

@® €€01d
@® <Te01d
L]

62010
8201D
Lg01d
9201D
ScoTn
201D

20Ty
20TV

0CTTD
6TTTD
8111

91110
STTIn
YITTD

ZITTD
TITTV
OTTTY
60TTD

90TTH
SOTTY

€0TTD
COTTY

660TD
860TD
LBOTD
960TD
S60TN
601D
€60TY
T60TY
T60T0
06070

880TD
L80TH
980TN
480TN

Z80TY

080TY
6L0TD
8L0TN
LLOTD

vL0TD
€L0T0
TLOTD
TLOTD
0L0TN
690TD

€90TD
907N
T90TH
09070
6G0TD
8G0TD
LSO0TD

811D

Z8TTD

08TTY

8LTTD
LLTTD
9LTTY
SLTTD

€710
TLITD
TLITY
0LTTY
6971V

LOTTY
99719

P9T1D
€9TTY
29110

097TD

L

€GTTD
TeTTY
TSTTV
0GTTY
67110
8%11N
LPTTD

6%CT0

Ly210
ovCTV
Eian]
iaZ4 %]
%210
[474%)
T%21D

6ETTY

9ETTV
gecIn
¢mmﬂu
TETTD
0€TTO
62CTV

€22T0
[444 %)
11443
02eTH
61CTV
81210
L1210
9121V
S12TH

TigIn
01210

80CTD
L0TT1H
902TH

€0TT0

00210
66110

LBTTY
96TTV
S6TT0
76110

T6TTV

L8TTD
98T1H

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 24

80€TN
LOETN
90€ETY

86CTN

96210
9621
621D
€6210
T6TTD
6210
062TD

88TTY
L8TTY

8210
£€8TT0

18210

LLTTD
9.T1H
SLTTV
vLTTV
€LTTO

TLTTY
0LTTD

89C21H

99¢1H

vocIn
€9210
[44 1]

0921H
64210
8GTTH

SSTTD
vaeeTy
€G6TTD
TSTTy
TSIV

PLETY
e
TLETD
0LETD
69€TD
89ETY
L9€TD
99€1D

T9€1D
owmﬂﬂ
9GETH
GSETD
€9ETD
TSETD
TSETN
0SETY
6%ETY
8%ETIN
LHETD
e
¥HETO
£PETD
CHETD

0%ETY
6EETY
8EETH
LEETD

YEETD
EEETY
CTEETY
TEETD
0EETN
6CETY
8TETD
LTETD
9zETN
SCETD
YCETY

TTETD
T2EIN
0TETD
61ETY
8TETY

9TETD
STETN
PIETD
€1eIN

veeETY

08€TN
mhmﬂu
9LETN
SLETY

P0STD

CTOSTY
TOSTO
00STY
6671V
867N
L6YTD
96%TD
967N
Y6%1D

T6%1D

68%1D
88%TD
L8VTD
98%TD
S8%IN
78%T0
£8%TY
891D
8710
08%TY
6.%TD
8.%1N
LLYTIN
9LYTY

2549
€L9TD
TLyINn
TL710
0L%1INn
69710
89V TV

99%TD
S9PTY
Pov1INn
€971
29%1D
T9%1D
09%1D
65%TD

LSPTD
9GHTY
il A 0]
iaiay)

0S%1n
67710

LYPTY

€ESTD
CESTN
TEGTY

30S ribosomal protein S3

62CSTD
8TSTN
LTSN
9TSTH
STSTH
»2sTo
€2STH
cesTn
12810

L19TD
918TH
S18TD
v19TD
€18TY
¢ISTn
TISTD
0TSTD
60STD
80STY

GO0STD

e Molecule 2

1%

13%

43%

13%
31%

[
-
-
a

Chain AC

® 99A
Pou
@ €9I

(05

894

961

£ay
2as

08S

@ 991

L

® <IvI
® Tk

6€Y
8EA

~
™
£

vES
€E€Q

TEN

oy

LIK
91d
STH

© o
S H

10 ©
oA

EETW

0ETY
6214

LTTA
oTTH

[444:]

0ZTL
6TTI

PIT1

T11a

0TT1

LOTH

90T
SOTA

0TV

660
86V
L6d
96A

16V
06A
68A

G983

€8A
280

6.1
8.3
LLD

SLA
YLI

cLd
TLY
0LY

89H

881V

3

€811

I

6LTV
8L74

SLTH

9973

[4c14
911

b

® 9G711
GSTYH
81D

6%1Y
8¥T1

O%TA

€911
(441

ovIV
6ETN

LETA
9ETY

peETH

® §oza

30S ribosomal protein S3

e Molecule 2

. 11%

13%

44%

31%

7%

-
—
L}

Chain CC

0LY

89H

S9A
vou
€91

)
<
<

10 ©
& <
[ |

15729

6€Y

LEX

vES
£€a

615

91d
STH

© o
B H

©
%

LETA

9ETV

YETH

9TTH

€211
(4411}

0ZTL

T11a
0711

80T7d
® LOTX
® 907d
SOTA

€0TY

TLY

soca
702D

cocd

00CH
66TA
86T

LE6TA

8LTH

SLTH

*

6%TH
811

9% TH

€711
{47458

07TV
6ETN

O

R LDWIDE
PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 25

30S ribosomal protein S4

e Molecule 3

N

3]

—

®

—

©

2

©

N
2
2}
-

=

o

<

]

o

-
©
o~

693
85l

9G4

€6h
[4:7¥
® 18D

it
+

© ©
II.* II >
5 0

d‘
A
i

@

s

5
0000000

o
<
oo

9EVY
® sgb
ved
€eI
431

0€x
62L
82a

® €TD

1145

o
I3
=1

L1

o - o mmm©
e e e
Honee B

81

9d

L
4

9TTH

vTIA
E€TIH
[443)

0Ty
6TTH

9111
STTh

TITV

60TL

[ ]
LOTD

SO0TH
POTH

007A

0 © N 0 O
DO DD D
B mAaA =

[
€61
261

061
681
88N
L83
98D

QLK

881S
L8TYH

S8Td

£8TYH

1814

6L1D

LLTW

GETH

EETS
TETV
T€TI
0ETN
6ZTA
8TTA

€0k
coe1
102H
00zA
6611
86T1
L6TH
96713

e Molecule 3

Y6TI

30S ribosomal protein S4

12%

59%

29%

20/0
n

Chain CD

[4°L s
798

69)
850

993

€50

14D

II"u IIII
<
0

©
<+
~

<
A
B4

o - ®
< Sy
m o ~

Lgd
9EV
sed
ved
€81
(43!

62L
8za

€29

T
0z

o
o ©
s}

L1a
9TL

€14
(41

=
© -
| |

1

8CTTA

9TTH

E€TTH
[445)
j144
0ZTY
61TH

9171
STTh

TITVY

60TL

LOTH
9074
SO0TH
YOTH

00TA
66N
860
161
964

€61
261

68T
88N

98D

8N

8LV
LLE

SLK

LY

N~ © o —
© © © ~
e )

€91

Y671

£8TYH

1814

6L1D

LLTW

69TH

L91d
99TH

%974
€9Th

e Molecule 4

€0TK
2021
TocE
00TA
6671
8671
L6TH
9672
S6TN

30S ribosomal protein S5

10%

8%

52%

30%

3%
L

Chain AE

9=
E9H

9%

8aY
LSY

£qy

8%

[
<
©

hn
<+
©

[
2
[

8EA
LEA
9EL
SE€T

€EL

o
)
B

=
2
B

o
I3}
~

10 ©
a
Mo

74

1143

8TIN
LTA

30S ribosomal protein S5

STI

TTh
011

081

8L
LLN
9LN
SLT

ELA

-
~
H =

[
©
=

©
©
II =

©
©
=

89T

TSTA
0873
8¥%1S
LPIN
i
SPIN
€711
011
LETYH

9ETA
GETA

e Molecule 4

14%

10%

10%

51%

29%

Chain CE

R LDWIDE

O

PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 26

9%

88V
LSY

€94

® E£%D

T¥D

6€D
8EA
LEA
@® 9tel

€EL
(4

0€4

8cH

9zH
ST
T

[4a8
143

8N
LTA

TTh

63

oTTV

® L¥IN
® 97N
SPIN

® E¥11
e O0%II
LETYH

9ETA
GETA

TEN

LTTR

30S ribosomal protein S6

e Molecule 5

32

©

3V

.

R

~

3

—

[Ie]
N
]

2

(2]

-

=i

o

<

=

@ 994
7oA

@ E9N

o zoi

e 191

69k
89H

® 991

2Tl
T

61d
8TA

§18
a1

ctd
T1H
OTA
6
84
LA

feics
29
€H
[4:s

001S

L6L

£6)

061
68A

188

w8A
£8Y
280
8N
084
6.4
8.4
LLL

wL1
€Ld
cLa

30S ribosomal protein S6

e Molecule 5

26%

.

7%

48%

16%

2%

Chain CF

S9d

E9N

197

69k
8GH
L8Y
9831

€81
{4

LT

ShY

€%D
(47
wa
[0hc
6€T
8€Y
LEH
9€I

890
L9d
99y

30S ribosomal protein S7

e Molecule 6

16%

™
©
=

8%

49%

13%
27%

Chain AG

o < © 1~ ©
" ~ H O o

DO =
0 © ©
(SR

~
0
5]

9GS

4

15h

9T
Eidl

5528
[478

@ o
-
[0

81D

€1d
(4%}
171

TETD

6CTN

LTTY
oTTV
Er41¢

€Tl
[4q%

0TTY
61711
81TYH

STTH

(4314

0TT¥

80TYH
LOTY

YOTA
€071

T0TY
00TH

L8d

€8L
z8S
189
089

9LS
S
YLA

- o
~ o~
[

0Ld

18TV
o o5t |
67TV
8YTH
® L¥IN
VTV
Sv1a
adal

TPTH
e 0%TA

LETH
9ETH
SETN
PETA

O

R LDWIDE
PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 27

in S7

30S ribosomal protei

e Molecule 6

6%

15%

8%

48%

29%

Chain CG

0EN
621

LTN
9TA
scd
weu
eey
(448

0za
615
81D

9T

CTETL
TETD
0ETH
6 TN

LTTV
9TV

€11
[4q%,

0TTY
6111
81174

STIH

(4314

0TT¥

807TH

b

® ©0IA
€071

T0TY

® <TSTH

+

8YTH

30S ribosomal prote

OFTV
Sv1a
oIV

TVTH
07TA

LETH
9ETH
SETN
PETA

in S8

e Molecule 7

6%

59%

33%

8%

Chain AH

69V
894

990

2228
€94
291

091

841
pAcicy
9Gd

AL

[4b)
T6d

69X
8%d
Lva
el
SP1
bvd
£%0

9T10

iZany
€214

1219
0211

8TTV

9TTd

STTV

(4310
TTTL
OTTH

807D
LOTY
9018
SOTL

E€0TA

10TV
® 0011
® 66D

S6H
76A

062

L8Y

S8L

30S ribosomal prote

£8Y

-
0
[

08d

LLA
9L¥

e Molecule 7

LA
e TiA

in S8

7%

57%

34%

10%

Chain CH

TLA

69Y
89%

990

€94
29T

09T

84T
L83
94d

vaL

[4:0)
194

® 9210

® ¥CII
£¢1d

1219
0TT1

9TTH
STTV

cria
TTTL
OTTH

807D
LOTY
9078

680
8831
L84

S8L

£8Y

189
08d

LLA

e Molecule 8

LI

S9

30S ribosomal protein

11%

64%

21%
24%

Chain Al

8%

~
™
>

ekt
€€s
zey
]

621

LTI

©
I3
4

o

INE]
NS
oo

0ZI

8TA

¥18

® 8TIY

9zTd
STTh

€TTH
[4axs
T21d
0Z1V
6114
81TH
L1T1

3

69D

99A
S9L
o1
€9X

® 62Td

S9

in

30S ribosomal prote

e Molecule 8

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 28 wwPDB X-ray Structure Validation Summary Report

4V64

11%
. | .. e m
Chain CI: 19% 67% 12% -

) [ ) [ )
O-W NI © M~ WO O N m ON~NODNDO - AN M w0 ~ DO H AN < ONWO-H N M O N~ o
0 O N~ 0 o oo H A AN o N AN NANNMMMmM (3] o (eSS s < R S o R T R Yo BT R To ] 0 0 w0 © ©
E S I - < ol > M [-A L) MH>HZO®X®On = el MmO oo dEAa> = > m -l a
[ X ] o [ ) [ ] [ ]
AN M S 0 O (2] o - (3] MO OO A NMm w0 ©0
O W W WO 0 ~ N~ NN 00 00 0 o« «© (<] (o B B« Ie W« I ) o o o ~ o -~ o v o o o ~ o
- H B> o (=4 <@ H @ W H B - m (=] -7 T T - > XA ~ = m E4 ol o oo [=g8<h
o000
0 N
o N
88
Mo
13%
. I
Chain AJ: 36% 46% 14% 5%
[ ] [ ] [ ] 00 [ ] [ ]
o~ <+ ~ ommY O © & © oo 0 © ~Emo OIS0 D O oM 0 » O - ©
H o - =1 << (=] o B oH > B Mo (=4 " (=] [~ =] m B> A H A =X - >
[ ] [ ] [ ] [ ] [ ]
o
- N m © o O N M w0 o N O N~mmo
N~~~ ~ N~ 0 0 0 o« (] [} [ ] -
[ Y. - | - (=" =1 Bz = =1 =1 EN=) -

e Molecule 9: 30S ribosomal protein S10
27%
Chain CJ: 36% 46% 4% 5%

[ ] [ N ]
o~ <+ ~ ommY 0 © & © oo 0 © ~mmo O I~ 0D O oMY W0 0 » O - 0
0 © N~ 0 - — - - o NN N m mm (3] m <+ S < <4 10 W W W W W 0 0 © ©
M oH e - -1 <t a o mHH > B Mo (=4 -4 =] [~ =] m B> A H M A = X <X >
[ X X ] 000 000 0000 000
o
N~~~ ~ N~ 0 0 0 «© (<] (=] (<] —
H e - [ =1 B> = =1 =] = -
O/o
Chain AK: 24% 55% 12% = 9%
0 O~ DO - M mm 0 O O (] 0 O N~ DO - N O N~ (2] ONOWOOOH n ©0
o - N N N NN ANMm (3] m mm [R5 S < 0 0w LW o 0 O
> naAa ] o =2 =2 B H - [=J- =3 = =) o< o (2] X 0 o< - <
[ )
- 23K e =] WO - NMm 0 o= AN m N~
VHO - NMF DO ~EHO o <4 10 © o - a FEEECL LR EREE]  EEREERRRE & R a
© L el ol ol N~ 0 0 0 0 [0 I Y [ 3 ) (<] — o oA o o el o o B el
o~ = A <>XM (3] = - | = > X [ LRy 0 H =1 <t o E2EHBHAQAQ>HF =] O ;A A 0~ >

e Molecule 10: 30S ribosomal protein S11
4%
Chain CK: - 26% 53% 12% + 9%

® @ [ ]
<+ 1 N~ O OO M mu © O O ™ © N~ DO - NEmO © N ) ©N OO O 10 ©
- el Bl N o NN m 2] M o [ & & <+ D 10 1D 1D © © © ©Q
o> A o> i S ER- A - ~ o 2 a0 B S 2] N e N - <

WO RLDWIDE

eP

PROTEIN DATA BANK



4V64

wwPDB X-ray Structure Validation Summary Report

Page 29

S6L
76S

30S ribosomal protein S12

181
08N

e Molecule 11

13%

11%

52%

~
™
>

33%

™
0
[

Chain AL:

[ ]
@ 094

LSL
9617

¥sA
etS

TSA

674

LYY

SYN
¥vd

Tod

Sy
™
B

€D
0€Y

@D
I3l
&

9Td

™ e}
] ]
| <

12d
0ZA
@ 6IN
® 8IS

9TV

131

st
N
en
41

£TTV

TCTd
(41S

8TTA

9TTX

3

TTT0
OTTY
6074

LOTY
90TA
S0TH

€070
cota
TO0T1

00
[
~

<+
=)
>

[
o)
)
1‘:=

68T
880
L8Y%

(X J
©
s
=

30S ribosomal protein S12

o
©
~

-
©
it

[
~
—

8LA

o
N~
=]

e Molecule 11

TLH

991
S9K

(47N

2%

5%

11%

53%

32%

Chain CL

oo
=]

(42

[4:=0)
TSA

< 10 ~ =)
< & < <+
A= < <

i
<
A

~
™
>

©
™
=

Sy
™
B

1€D

623
8zh

9Td
STy

131!

8y
LA

st

® €Tiv

T21d
(41S

8TTA

9TTR

€TTY

TTT0
0TIy
6074

LOTH
90TA
S0TH

€070

30S ribosomal protein S13

TOT1

864

761

e Molecule 12

15%

10%

26%

Chain AM

T11d

80TYH

907T¥

701N
€0TL

TOTL
007¥

164
96A
S96d
%61

264

06H
684

98y
G8%
780
€89
L

b
©
a

[
6.1

30S ribosomal protein S13

LN
® 9.1

®
II‘N II

=

[y

e Molecule 12

oA
€9A

3%

62%

25%

Chain CM

€TH

01a
6d

9I
Sd

T0TL

964
S6d
%61

{41

06H
684

984
S8k
%80
€8D
281
180

6LT

30S ribosomal protein S14

LLA
9LI

<&
~
=

TLI

0L¥
694
89T
190

e Molecule 13

g9d

BN

<

=

N

<

©

2

N~

«
N
S
-

=

o=

<

=

@)

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 30

(4L

094

LSS
99d
GSS
as

f4cts
18d

9%}
o SP1
YA

THN

e Oy

® PEN

T€S
® OfI
621
8TV

©
i)
|

® Ty

[4as
141

61X
811

91V
ST11
vV

(41

62
8y

n o
zgI

e Molecule 13: 30S ribosomal protein S14

69d

e 9S9b
vou
€90

6%

Chain CN: -

12%

< 10 ©
D 10 10
(7Y

53%

29%

€90
(41

09Y

LSS

[4e1

-
0
a

=)
<
>

i

4728

@ TN

YEN

0€I
® 621
8Ty

9TT

e ¥Tv

[4a
144

® 61X
81X

e 91V
STT
IV

63
8y

o

00TH

L6%

961

T6I
762
069

L8Y
98Y

ey
€8A
8%

08y

8.1
LLD

(X

69d
894

e Molecule 14: 30S ribosomal protein S15

s9b
$9Y

9%

47%

43%

4%

Chain AO: T8

~
B

%81

18I

e Molecule 14: 30S ribosomal protein S15

TLY

20/0

Chain CO: &

8%

45%

46%

TLa

e
~
~

89L&
190

991

€94

6GA
8GH

941
G991
79D
€94
f4p:

6%H

i
SHH
v
54
Thd

+

SE€1

™
™
<

P
P2
]

0€T

Pkdi]
9TA

Tl

[44)

3

9T

e Molecule 15: 30S ribosomal protein S16

AT

TTA
0TI

+
©
]

40%

10%

55%

)
<
<

34%

Chain AP:

0
<©
P

€90

T9A
® 09M
6GH

S8a

6%

9Py
sba
44

0PN
6ed
8€d

9EA
Se€Y
ved

[4%

6N

9N
qgH

® €Ta
® Ty
@ TTA
® 0TA

O o
~ ~ ©
H = &

w1

e Molecule 15: 30S ribosomal protein S16

1%

54%

32%

5%

Chain CP: -

D E

R L DWI

O

PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 31

99L
SoV

€90

TOA

6SH

LSI

96a
481

6%D
8va

i
e

evY

Tvd
o¥N
6€4
8€4d

9EA

ved

[4°

- NMm S [
NN AN N
P aaounm =

©
—
[

<+
-
~

8LA

QLI
PLT

e Molecule 16: 30S ribosomal protein S17

LY
TLA
0L¥

22%

12%

61%

28%

Chain AQ:

AL

b

693
@ 8SA

98a
G99

® 28D

o
r)
=

8vd
L%a
O%H
SPA

® E7I
@ Ivi

=)
+
| 2]

8N
LEI
9€4d

vED
® €Ex

o
©
=

8LA
LLA
9.4
QLA
vl

TLS
0LY

e Molecule 16: 30S ribosomal protein S17

991
G9d

12%

60%

25%

Chain CQ:

794

194

694
8GA

96a
ekl

[4:0)

o
)
=

8
PAL
9%H
SPA

(428

=
<+
2]

8€N
LET
9ed

vED
E€EL

1€d

6231
8TA

oTH

I

(44N
1148

615
811
L1d
9T
STA
¥1a
€18

TIA
0Ty

8l

28A
18V

e Molecule 17: 308 ribosomal protein S18

8LA
LLA
9.4
SLA
LT

TLS
0LY

89%

99d

26%

32%

39%

40/ o

Chain AR: -

(44

=)
<+
%

LEX

SES

[ ]
) ™
N [l
8B

ela

[ ]
<+
a
a

0TI

e Molecule 17: 30S ribosomal protein S18

26%

34%

38%

7%

Chain CR: o

e Molecule 18: 30S ribosomal protein S19

. 13%

15%

53%

25%

18%

Chain AS:

O

R LDWIDE
PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

- o <+ 10 ©
— -
a4 H A

Page 32

2oL
@ ToA
@® 094

® 84d

0GA
6%V
e 8vI

® 8TA

10 N~ © o
N © A

)
%

e Molecule 18

6LK
8LL

30S ribosomal protein S19

9LL

04T
69%
89H

99A

€9a

. 12%

15%

® o o
<+ & 10
H o>

53%

19%

3%

Chain CS

oL
90
094

84d
LSA
9GH

TSN
TSH

9%'T

E7I

Tod

6€1

LES
9EY

vES

CEL
T€Y
0€T
62d
8T

@ 9Ta

s

©
i
=

©
=1
i

STT
P11

(4%}
11d

64
8d
LD

Sy

Td

6LK
8LL

9LL

0LT
6931
89H

99A

e Molecule 19

[
©
a

30S ribosomal protein S20

12%

47%

38%

3%
m

Chain AT

S

TLY

oL
69N

991

%90

19V
09b

3

981
§gd
%30

TGN
084
6%Y

L%b

44l

%D

8€1

9EV

30S ribosomal protein S20

e Molecule 19

12%

42%

43%

Chain CT

LY
S

TLY

(4
69N

991

9D

TV
09b

3

981
§gd
»30

i
0
=

)
<+
<

L%b

j44al

9D

)
™
=]

©
2!
<

PEA

zeN

< 10 ©
©Q @ ©
Mg

28I

6.LL

0
~
=1

30S ribosomal protein S2

e Molecule 20

%

[e2]

.

%

n

-

N

o

Yo}

%

Yol

[\
R
o
-

=

o=

<

=

198
09Y
6S1

LSN
991

€91
[4:4 4

3

8YI
L¥d

<+
+
B4

>
&
=

0 o O
oo
o

~
™
=

€EY
[4)

624

Lea
9T
(o)

£TN

o
N
-

) © ~
bl -
= ©

- 0 ~ [ K=
~ ~ ~ ~ ©
| 2] - 2] =

TV
0Ty
61
8N

€TTH

0T1s
611D
8T1L

A2

(431’

0171

LOTH
90TA
SOTL

2OoIN
TOTL
@ 0071
6610

961

€6H
26N

064
684

@ .8a

S8S

€8V

T80

69A
191
S9N

%90
€9y

€911
CTOTA

® 63TV
® 831a

2SeTa
TSTA

+

LYTT

9T1a

O

R LDWIDE
PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 33

308 ribosomal protein S2

e Molecule 20

9%

[fo}
0
(=]

18%

48%

30%

24%

Chain CB

@® 6SI

@ 991

€91

o000 0
o
10
<

©
i
=

Lyd

42!

(4741

e O0%I
® 6€I

LEA

IIiIII
omo S
o - 1
=] = A

® €ev
® <Ted

® 6cd

Led
® 92N
STA

€N

0zy

® LIH
® 919

ETA

TV

(4414

0T1S
611D

PITA

(435"

0TTI

L0T1Yd
90TA
SOTL

coTN
T0TL

€6H
[4
L]
® 064
684

@ S6TA
€610
061S
L810a

® 98IA

@ 9811
® v81V

T8TA

8111

i ZA%S

€¥11
(4458
wra
0%11

8ETYH

30S ribosomal protein S21

e Molecule 21

28%

[
-
10
II< IIIIIIIIIIIIIIIIIIII

13%

37%

20%

3%

Chain AU

- o ™ [}
) © = = —
H = o = pE|

6%V
8N

oY

10
<
B4

LEX
9ed

ey
[4%:

0ed
62y
82T
LTA

€22

oz
61X

30S ribosomal protein S21

e Molecule 21

28%

39% 13%

17%

11%

Chain CU

) ~
bl —
= o

L
) © @
= 5 (5]

18Y
0§s
6%V
8N

oY
SvN

LEX

©
12
29

® » o o ™
o N o M M
A o< g om

~
o
=

@
I3
[

o
I3
~

613

01d

5S ribosomal RNA

e Molecule 22

13%

63%

21%

°/ o

Chain BA

son
79D

S
© ©
(ST

8GY

96D

bl
€4y
ey
78D
08y
6%0
8N
L%0

©
by
<

9€0

€€D
zEN
TED

820
L2
920
qzn
{4
€2
zen

81D
L1D

S1v
vin

210

80
LD
99

STTV

O

R LDWIDE
PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 34

5S ribosomal RNA

e Molecule 22

12%

65%

20%

°/ i

Chain DA:

8110

€110

s

0TTD

eLY

23S ribosomal RNA

e Molecule 23

12%

61%

24%

%
B

Chain BB

69D
89D
on

son

o <
©0 ©
5=

09D
630
88D

98y
§69
9D
£3Y

S¥D

(444

6€D

92D

cTd
114
0zd
6TV
81N
L19
91D
S19

LD
oy
Sy
n
€n

15

44 %]
a5
(445

0Z10

ASY)
9110
ST10

[AR71)
TITY

80TH
LOTD
901D
S0TD
vOTY
€0TV

LLD

eLY
cLn

810
€810

%910

TOTV

651D

LSTD
96TV
GSTY
910
€4970
[4ha )
TS0
0810

eian )
S%10
PV
€910

LETN
9ETD
GETN

1920

%920
€92H

8GTH

L82TD
98Ty

4]

j3:14 4
08z2H

0%2d

LETD
9€T)
ggTn

TETH
13341

8¢TH
LTTY
9TTY

4441}

(44]
61TV
81TV

414
e1ey
[414]
12D

S0TH
vocy

T0ZD
00zn

TEED
0EEY

8zeNn
LTED
oTED
STeED
veey
€20
CTEY
TTen
0ZEY
61€D
81€0
L1€D
91€0
S1€D

TTED

60V
80€D
L0€D
90€N
S0€0
voeN
€0€D
CT0ED

00EY

L62H

962N

€620
620

0620
682D
882N
L82H
98zN

€82¢H
[4:141)

¥6€D
£6€0
26EN

L8€N

1

bLEY

TLED
TLEY
0LgD

L9€D
99€0
S9€N

€9€D
CTOEY

09€N
6GE€D

98€H

1990
09%V
6370
8G%H

98%D
9990
b2sidl
E£9%V

TS%0

ov¥d
S¥%0
442
544
444
15747°

6ETY
8E%D
LEVN

SEVD
vevn
E€EVD
TEVY
TePN

8THY

470
STHD
¥evd
£THY

0Z%d
6170
81%D
LI%D
2871}
STPV

0790
6€9D
8ESGV

vean

8T39V

9T8ev

€290
[44°4 4
128N
028D
6750
819D
L1790
9190
STSY

98%D
S8%0
¥8%0
£8%Y

087V

8LVV
LLYY

SL¥D

€899

LYSY

Svan

£%5D

TySY

S99n
%990
£99)

T99Y
0990

0890
6%9D
8%9H
L%9D

® S¥9D
oV
£YoV
Zhon

0%90
6€90
8€9D
LESY

S€90
%€9D
£E9V
[43))

004D

8690
1699
9699

76on
€69V
690

689V
8890
1890

989V
789D

2899
1899

9.9V
SLOV
7L9D
€L90
TL9D

899V
990

S180
7180
€180

T180

808D
080

08D

86.D
L6LD
96.LD
96.L0
b6LY

68LY

L8LD
98.LD

8.V
08.LD

LLLD
9LLD

YLLD

TLLD

€G.LY

T8LY
0G.LY

LvL0

PvL0

ThLY
TPi0
0%.LD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 35

9180

.89

i8N
T80
0480
698D

[Tsosn |
1,980
998V
49980
98D
£98Y
298D

8E6D
LE6D
96V
S€60
veen
£e6v

006V

8680

LL8Y

YTOTV

C1010

0TOTY

200TH
TO0TY
0007V
6660
8660

£66D
2660

296D
T96D

866N

TS6D
0869
676D
8%60
LY6Y

SY6V

£v6Y
Th6D

0%6D
6€6D

080TV
6.070

LLOTY
907D

CLOTD

6907V
89071H

S9070
%9010
€90T1H

19070

607D

LSOTY

SS0TH
$S0TY
€807D

19019
080TV

87110
LYTTV
9110
SY1T0

F

15489
0%1T0

8ETTH

9ETTH
SETTO

CETIN
T1E€T1D
0ETTN

LTTTV
9TTTV

12110
0ZT1H
61110
8TTTD
LTITTD
9TT1H

60TTD
80TTN
LOTTH
90TTD
SOTTN

E€0TTV
COTT)
10710
00TTD

860TV
L6070

26010
16019
060TV

S80TV

€8070
28070
18010

08110

PST1D
€STTD
CSTTD
T1STIV
0STTD
6%11D

TLTTY

0L210
69CTY
89TV

14144
19210
0921V
6SCTD
849TIN
LSTTO

vSTIY

T1SETD

67€TD
8YETD
LYETY
9YETH

vhern

8EETH

9EETY

60€TH

LOETY
90€TD

CTOETY

00€TH
662TD

L6210
962TH
S62TO
v6c1N
€6210
T6TTH
16210
06210
88CTTH
L8TTV
98TTV
S8TTY
€8CTH
28T1Nn
18219

114745

LI%TD

L

ETPIV
[as4N
13542
0T%1D
60%10
80%1H
LO%TD
90%10
S0%10
v0%10
£0%TV
2To%In
T071D
00%10

86ETD

S6ETY

€6ETY
CTEETY
T6ETN
06€TN
68ETH
88ETH
LBETY

S8ETY
¥8ETY
£€8ETY

T8ETDH

6LETN

SLETN
YLETD
ELETY
TLETN

0LETD
69€TH
89€TH
LOETY
99TV
S9ETY

9GETH
SGETD
YeETY
€GETY

8%
£8%1D

8710
08%10
6.%1D
8L%1D

2540
€L%1D
TLPTD
TLY1D

69%TV
89%1N
L9%10
99%10
S9%TD
v9¥1D
€9%10
29%10

[4i4 0]

08%1D

8%%1D
VA AT
i
SPPID
4447
£vPINn
ThyIn
13445
0vHI0

8EYIN
LEPTO
9EHTH

EEVTY
CERTD
TEVTY
0ERTD
671D
8CT¥TD
LTYTY

STYID
2440
€THID

81910
L19TD
919TH
STGTV
Y1910
€1810
CI1810
T141D

908710
SO0STY
Y0STY

cOoSTY
TOSTH

86%10

9671V
S6%TV
24
£6%10

16910

68%10
88%10
L8%10
98%10
S8%1n

@® €8STV

18919
0891V
6LGTV

LLSTD
9,810

¥LS10
€.81H

TLSTY
0LSTY
6991V
89GTH
L9GTH

S9GTD
%9910
€9G910
29810

09G91H
63910

L8810

eisied )
P91
E€GSTV

TSSTY
08STD
6791V
8YaTV

S89T0
891D
£8970
891D
78919

6.L9TV
8L9TV
LLOTY
9L9TV

€L91D
TLOTY
TLOTN
0L910
6991V
89971V

wcmﬂu
€9971H
Nwmﬁb
89910
L8910
98910
G891V
va91V

8%910N

S¥91H

£Y91D
TYoTd
TPo1V
0%9TV

8€9TD
LEITY
9€91N
SEITY

€E€9TH
v2o1n
€291D
2eo1d

6191D

LT9TD

|

€19TD

0T9TY
6091V

SELTY

TELTD
® TELID

8TLTD
LTLTD
9TLTD

¥TL1D

TCL1D
0ZL10

8TLID
LTLTY
9TLIN

[AYAN]
TTLIY
0TLID
60470
80410

90410
SOLTY
%0LTD

8691V

S69TD

16910
0691V
6891V
88910
L89T1H

TT8TD
1281V
ONmﬂn
L18TD
91810
¥181D
€181D
Nﬁmﬂn
L081H
90810
S08TV
€081V
CTO8TV
00810
66.LTD
86410
L6LTD
96.10
S6.LT0
Y6LIY
€6.L10
T6L1Y
06410
68LTV
88.L10
L8LTY
S8LTY
¢wmﬂ<
08LTV
6LL10
mhmﬂn
SLLT0
YLLID

«hmﬂo
89L10
L9L1D

¥9.L10

TOLTV
TOLTD
09470
6SLTV
88410
LSLTY
9GLTD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 36

6881V
888TD
L8810
98870
S88TY
881D
£8810
28810
78810
08810
6,810
881D
LL8TY
181D
v.810
€819
TLBTY
TLBTV
6981D
89810
L981D
9981V

9810
mwm«u
0981D
646810
8G8TY

946810
va81v
mmmﬂq
0S8T1D
6%81D
8¥8TY
L98TY
9%81D
SH81D
€%810
ch81D
9810
6€81D
wmmﬂo
TEBTD
TEBTD

L2810
9Z81H
ST8IN
v281d

839670

SS670

€661V

TS610
0G6TD
6%61D
8%61D
LY61D
9%610
SY61D

£%610

8E6TV

9E6TY
SE6TD
YE6TO
€E6TD
TEGTY
TE€610

62619

LT6TY

G610
v2610
€261N
261D
261D

6161V
8T6TY

9T6TY
ST6T0

11610
01619

90619
S061D
Y0619
€06TD
061D

86810

76810
€6810

068TY

£EOTY

0EoTY
602D
802N
LT0TH
9z0TNn
S20TD
v20Td

12020

610CY
81029

91020
ST0TY
v1oTy
€10TY
21029

071029
600CY
80020

T002D
0002D
666TD
866TY

T66TD
T66T0

986TD
S86TD

T86TV
086TD
6610

LLETY

YL6TO
€L6TD

TLETA

696 TV
896TD

S96TD
961D

6G6TD

TOoTCV
00729
66020
8602Nn
L60TY
96020
S602Y

26020
16020

68020
880CY
18029
98020
<S802Nn
78020
£80TD
80Ty
78020
080Ty
6,020
8.02D

9.02n
§.020n
vL02n
€.02D
TL0Td
TLOTY
0.L0TY

902D
99020
S902D
%9020
£€902D

9602D
496020
vG0TY

¢80Ty

cvoTy
Tv0cTn
0%0TD
6€020
8€0TD
LEOTY

SE0TD
peozn

LG12D

vaTCy

18120
06720

97120

€%120

8ETTH
LETTN
9ETTH
SETTY
vETTY
€ETTH

0T7ZD

807V

S072n

LTTTY

seeey
iq44]
£€2TTH
2qTTOH
1444
ogzen
61220
81¢TH
122D
912TH
412Td
1220

602TH
802TH

20zTn
T022H
00220

L6120
96120

v612n
€612D
(41141

0672D
68120
8812N

9812D

€812V

18120
0812n
6.12D

£62TH
c6eeTn
16220

88TTY

§82TO
v8TTY

182TY

LLTT)
9.TTH
§.2Td
vLTTY
£LTTV

T.2TD

692TH
89TV
9TV
992V

¥922d

cozen
19220

[fetadn)

LETTH
9gzen
SETTH
7ETTD
£eceTn
TETTO
TeTen
0€TTH
62220

9geen
S9€TH
vS€TH

TSETY

6Y€TH

9YETY

vheTn

[424)
15434}
0veTY
6E£€TO

CTEETI
T€ETH
0€ETH
6zeTn
8TETY

STeTH
veeen

[44%4)
12een

8T€TH
LTETY
91€TH
STETH
vrecy
€T1€TO
(45441}

60€TY
80€TH

90€TD

v0€TH
£0€TH
coezn
T0€TD
00€2TD
662TN
86CTY
62TV
962N
S62TO

¥Tved
£€ghen

0Z%Td
61%2n

91T¥%2D
ST%CH

€1%CH
[4574])
TI%CY
01%CH
60%CH
80%cN

90%TY
S0%TH

coven
102N
00%ZH
66€TH
86€TN

S6€TO
v6€TD
£6€2N

T16€TH
06€zn
68E€TH

L8€zN
98ETY

v8eTn
€8€TH

08€T)
6LETH
8LETY
LLETY
9LETY

TLETDH
0LE€TH
69€TY

L9€TH
99€TY
S9€TH
¥9€TH
£9€TH

T19€TH
09€TH
6S€TO
8GETY

68%2N
88%TH
L8%TH
98%20
S8%TH

08%20
6.%20
8L%TY

S.L%T)
vLlven
€L%eN

0L%2H
69%CV
89%CV
L9%T)
99%2)
S9%T0

£9%20
29%2d
155441
09%2N
6S%CY
88%cH
L8%en
98%2d
S8¥%TH

151741
o244
67%2n

4444
£9¥%20
(4444
Thven
0%%2d
6EVTY
8€¥eTN
LEVTH
9E¥TH
SEVTY

4514
(4574
Teven
0EVTY

8T%TH

69920
89920
LSSTH

€992
¢ggen

839N
LySTY

S%9TH
i44°14)]
£%92H
[42141

0%STd
6€9TD
8€S9TH
LESTN

S€STH

LT8Td
928TH
etaci4]

61920

10920
00820
66%20
86%TD
L6%TV
wmwmu
£6%2n
z6%en
16920
06%2H

8L8TH
LLSTY

v.92H
€.8TD
TLSTY
TLG2n
0.82H
6982D
89920

998TY
S98TY

€9szn
g9szTn

0982y

989TH
S89TH
v89zn
£8920
89TV

0892n
6,92V
8.92D
L192D
992D
S.9¢v
v.92D

cL9zn
TL92H
0L9TV
6992D
899TH
L992D
99920
S99TY
992D
£€992D
2992y
T99¢H

6G92D
846920
L89TY
969zn
4946929

£489zn
TS9TH
TS92¢0
089zn
67920
8%9TH
L%92n

S%92H

0%92D
6€9CY
8€9TH
Lg9zNn
9€92D
etoield )
ve9TY
£€92H

TE€9CH
0€9TH
6292n
829TD
LT9TH
92920

vsiTn

6%.LTY
8v.LTY
L%LTD
obLzn
S¥.2D

€vlen
cvLTd
152%4 1
ovLey
6g£.Lzn
8ELTY
LELTD

SELTD
YELTY

CTELTD

0ELTD
62.LTD
8clzn

ogLey

€2.LTd
t4x4)]
119%4
oglzn
61.2D
8TLTD
LTLTO

STLTO

L

0TLZD
60429
wommu
S0.LTy
¢ommo
T0l20
00.Lgy
66920
86920
L69TD

S692n
692D
mmmmu
06920
68920

81820

918TH
S18TH
18Ty
£18TY
182D
T182H
0182V

90820
490820
082N
£082H
20829

96.20n
S6.2D
$6.20

T6LTY

08820
6.8V
81820

9.82H
S.820

0,820
6982H

99820

798¢D
£9820
T98TH

0982V
65982H

RLDWIDE

9482V
§49820

£49820
c498cH

67820

Lv8zn
o78CTH
S¥8cN
7%82H
£¥82H
Tv8TH
%820
0%820
6€82H
8€8TH
LE8TY

SE8TY

cesen

14:t4 4
8T8TH

ST8TH
¥28Td

6182H

0O
PROTEIN DATA BANK

erpBe

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 37

20620

0062V
668CY
86820
L6820
96820
S682H

23S ribosomal RNA

£68TY
268TH
16820
0682H
688T0

L88TY

S88TH
882N

e Molecule 23

88TV

12%

63%

23%

Chain DB

Lon

%0

92D

[449)
1144
0Zd
61V
81N

%810
€810

%910

19TV

631D

LSTD
98TV
SeTvY
910
€810
413
181D
0810

OFTV
S¥10
IV

(47431

8ETN
LETN
9ETH

TLTD
oLzv
6920

1920

%920
€92H

88TH
1820
9GeyY

1

[4°14:)

082H

L%2TH
9%2d
S¥TH
j4%41

9€TD
geen
vean

TETH
1134

820
Lzey
44

¥Ten
£2TTY

0zed
61TV
81TV

e1ey
[414)
12D

S0TH
vocy

102D
00zn

90%D
S0¥n
7ovy
£0%0
TovY
0%y

€6€D
c6EN

L8€N

6.L€D

vLEY

TLED

19€D
09€n
63€D

LS€D
98€d
sGen

TLYY
0LPY
697D

™ S 10O~
© © © © ©
S A A
L= R )

T9%D
09%Y
657N
897D

98%0
48%0
il
€97V

TS9P0

9%¥D
S¥P0
PPP0
EPPY
[440]
15747°)

6ETY
8EVD
LEDN

R
ES S T S O
D<= O PO

8THY

9T¥d
STHD

£ThY

0THd
6190
81%0
L1%0
91%N
QThy
?1¥0

(4544
T1%D
0T%D

80%D
L0%D

LT8O
9esy
gcsen
j44°h]
€290
ey
Tzen
0zs8d
6180
819D

SISV

609D

98%D
498%0
¥8%0
£8%Y

8LYY
LLYY

SL%0

TLYY

£489D

1999

LYSY

799D
£99D

T99V
0990
659D
869N
Ls9n
949)

0890
6%9D
8%9D

c199
1190
0190
609V
809V

S09D
€09V

o9V
109D

869D
1699
9699

689V
889N
189D

S89Y

899V
990
999Y
<S99Nn

T8LY

TOLY
094D

8G.LD

9GLY
eL=pA1}
val0
€G.LY

TSLY
0G.LY

vvi0

ThLY
Twin
0%LD

TELD

9180
ST80
7180
€780

0780

808D

9,80

%480

cL8n
T80
080
698D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 38

8660

2660
066V
686D
886V
1860

786V
£86Y

86V
086V

896N
LS60
966D

TS6D
086D
676D

9L0TD

F

6901V
890TD

S9070
%9010
€90TD
2¢901d
79010

6G0TH
88010
LG0TV
9G0TH
§G0TH
Y801V
€3907D
TS0TD
TSO0TD
0S0TY
67010
8701V

€%010
[4740%)]
901D
0%0TV

F

2EOTY
TEO0TH
0€0TD
6201V
8CO0TY
LTOTY

201D
€2010

20Ty
0Z0TY
61070
81010

9101H
S1010
Y101V

C1010
TT01D
0TO0TY

200TH
TOOTY
0007V

win
07110

8ETTD

9ETTD

TETTD
0€TIN

LTTTV
9TTTV
SCT1D
i7qa%)]

TCT10
0ZT1D

LTTTD
9TTID

€1710

60710

LOTTD
90T1H

€0TTV
CTOTTD
T0T10
00TTD
660TD

L6070
6010

€60TD
26010

0601V

S80TV
80TV
£€807T0
28070
78010
080TV

LLOTY

90TTH

Y0TTV
€010
c0oTTH
T0Z10
002TD
66110
86110
LBTTD
96110
S6TTD

€6T1D

T6T1D
06T1H

88110
L8TTD
98T1D
S8TTH
8110
€8T110
28T1H
81710
087110
6L11D
8L11D
LLTTD

@® SL1TV

TLITD

6911V
89TTD
L9TTD
99T1D
SOTTY
Y9110
€9T1D
(4%
9110
0971D
68110

Ya11d
€4110
TSTI)
TSTIV
0STTD
6%T1D

9YTTD
SPTT0

29Ty
19210
09TV
6GTTD
8GTTN

21444

CTSTID

LYTTY

SHTID
vveIv
€%210

ovzINn

LETTY
9€TTH

vecIn
E€ETTD

Tecin
0ETTY
62210

STTTH

€2TTH
TN
11445
(44 1]
61210
811D

S121D
YITIV

80CTD
L0TTD

6EETD
8EETD

9EETY
SEETD
YEETD

CTEETD
TEETD
0EETD
62ETN
8CTETY
LTETY
9ZETN
SgeETN

€CETD
TTETY

0TETD
61€TD
8TETN
LTETD
9T€TN
STETD

60€TD

LOETY
90€TD

COETY

00€TH
662TD

L6TTO
962TD
S62T0
v6TINn
€62T0
621D
16210
06210

88TTH
L8TTY
98TTY
98CTTV

€82T1H
28TIN
821D

L

9.LTTY
SLTTY
vLTTY

60710
80%TD
LOPTD
90%1Nn
S0%TN
Y0%TO
€0PTY
20%1Nn
T0%TD
00%1T0

86ETD

TLYTD
TLYTD
697 TV
8971
L9%1Nn
99%1n
S9%TD
A%
€9%1D
29%1D

TSPTD

0S%TD
6%%TD
8¥HTD
LYPTO
9%HTO
SYHTD
444
£¥P1IN
[44491)
15445
0%H1N

8EVIN
LEDTO
9EHTH

EEVTY
CTEVTD
TEPTV
0EPTD
6C%TD
8THTO

{44 0]
1444
€CHTD

11445

LIPTD

L

ETPTY
ZTvIn
11710
OTHTD

81610
L16T1D
9TGTD
STSTV
718D
€1810
CISTO
T1STD

90810
S0GTV
Y0STY

TOoSTY
T0STD

86%10

vLvIn
ELYTD

£8GTV

18919
0831V
6LSTV

LLSTD
9.810

%LSTD
€LSGTH

TLSTY
0LSGTV
69GTV
89GTH
L9GT1H

961D
%9910
€9810

098D
6GSTN

LGSTD

39910
EGSTY

1991V
088710
6%GTV
8YaTV
L%GT10

SYATV
YHSTY

TyaeTn
T9ST0
0%STH
6€STN
8EGTH

9€STD

8LI9TV
LLOTY
9L9TV

€L9TD
CTLOTY
TL910
0.L97D
6991V
8991V

9991H

€991H
29910

89970
L9970
99970
SS9TV

|

8%910

SY91H

£%91D
[4222%)
1521
0791V

8€9T1D
LEQTY
9€970

mmmﬂu
¥2o1n
€29TH
ummﬁu
6191D

9197V

1
€191H
1
0191V
6091V

L09TD
womﬂu
20910
T091D
00970
665910

LIV
EPLID
(4230

0%L1D
6ELTY

LELTD
9ELIN
SELTY

CTELTD
TELTD

8TL1D
LTLTD
9TLTD

YTLID

TTLIY
TCL1D
0ZL10

8TLID
LTLTY
9TLIN

€18TD
T1810
11819
0T8TV

S08TY

€081V
2081V
1081V
00810
66.L1D
86.10
LBLTD
96.10
S6.LT0
Y6LIY
E€64T0

T6LTY
06470
68LTV
88410
L8LTY
98LTY
S8LTY
«wmﬂ<
08LTY
6LL10
8LL10
LLLT0

SLLT0
¥LLID
ELLTV

TLLTD

89410
L9LTH

S9LTN

T9L1D
09410
6GLTY
8G.L10
LGLTY
9GL1H

PSLIV

0S4TD
67LTV
8YLTD
PAZAN
9PLTY
SYLIV

8L8TH
LLBTY

S.8TH
v.810
€.81D
TL8TY
TLBTY

6981D
89810
L981D
9981V

9810
€981D
981D

09871H
65810
8S98TY

948810

vae81v
€481V
881N
79810
0681H
6%81D

L98TV
9%81H
S%81D
¥¥810
£%810
(4235
810

6€8TD
8€8TD

2E8TD
TEBTD
0€81D

Lg81Nn
9281H
S281N
vc81d
€281H
TT8TD
114:23 4
0Z81n

L18TD
91810

181D

£v670

LEBTY
9E6TY
SE6TD
YE6TO
€E6TD
TEBTY
TE61N

62619

LTBTY

STETO
Y610
£€T6TN
TTETD
T2619D

6161V
8T6TY
L1670

11610

906TD
S061D
7067D
€06TD
20610
TO6TV
006TY

86810
L681D

6810
€6810
26810
16819
0681V
6881V
8881D
L8810
98870
S88TV
881D
£8870
28810
78810
08870

610CY
810TD
L1020
91020
ST0TY
10Ty
€102y
21029

01029
600CY
8002D

0002D
66610
8661V
LB6TD

S667T0
76610

RLDWIDE

661D
16610

98610
98610
861D

861V
08619
6L610

vL610
€L61D

TL6TO

6961V
8961D

S961D

961D

6G6TD
8G6TD

96610

€661V

TS610
0S67D
6%61D
8¥61D
LY6TD
9%610
S¥61D

0O
PROTEIN DATA BANK

erpBe

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 39

L80TH
98020
S80TN
8020
£802D
80Ty
78020
0802V
6,020
8.02D

§.020
v.L0zn
€.0TD
TL0TD
TLOTY
0,02V

902D
9902D
S902D
%9020
£€902D

090cTY

9G602H

80Ty

[4:{4

08020
6%0TD

Ly1TV
97120

€9120
[44%4
912D

6€T20

LgTTN
9E€TTH

012D
€072D

0072D

86020
L60TY

60TV

26020
16020

68020
880CY

602TH
80TTH

zozTen
T022H
00220

L6ten
96120
g612n
v612n
€672D
z61en
1612V
0672D
68120

812N
9812D

81Ty
€812V
z812n
18120
0812n
6.12D

varey
€G72D
TG1TH
TS120

6%12n
8%12H

692TH
89TV
92TV
992TY

%9220
€922D
z9zTn
19220
092Td
69cen
8492TD
L8gen
962TH
eict4 4]

£€462TH
TSTTD

082TH
6%c2n
8%2TO
L%TTY
9%2TH

v¥Ten
€¥cen
t4744)]
744
0¥%czn

LETTD
9gzTNn
Q€TTH
PETTD
£€TTN

Tecen
0€TTD
62T
82TTH
L2TTY

{444
i{444)]
€2eTd
2eTTd
T2eed
[l4441)
6122n
812TH
L12TD
912TH
STTTO
91220

STETH
veeen

cTETY

0Z€TN

.

91€TH
STETH
v1ecy
€1€TO
(43141}

60€TY
80€TH

90€TD

©0€TH

cogen
T0€2D
00€TD
662N
862TV

962N
S6CTO
¥62TD
£62TH
T62Tn
16220

88TTY

v8TTy

182¢Y

LLTTH

S.TTO
vLTTY
£LTTY

1.22D

00%CH
66€TH
86€TN

S6€TO
¥6€2D
£6€TN

16€TH
06€zN
68€TH

L8€zN
98ETY

v8een
£8ETH

08€TO
6LETH
8LETY
LLETY
9LETY

TLETD
0LETH
69€TY

L9€TH
99€TY
S9€TH
¥9€2d
£9€TH
T9€TH
T9€TH
09€TH
639€TO
89ETY
LSETH
98€TN
SSETH
v9eTd
€8€TH
[4:14 )

6¥E€TH

9YETY

L

TvET)
T9ETH
0veTy
6EETI

£9%C0
[4iza)
13741
09%2n
6S¥TY
89%CH
LS%2n
98%20
S8%CH

£8¥%Cy
[4°474)
135741
08¥%Ty
6%¥%cN

97¥TH
4474
£¥¥%TO
(47474
vven
0%¥%20
6EVTY
8€¥eN
LEWTD
9E¥TH
mmmN<
115741
0E¥TY

82¥%TH

¥Tveo
£2hTn

1292
0Z%2o
61%2N

91¥%TD
ST¥CH

£1¥%TH
[4s74)
135741
0T¥%ZH
60%CH
80%cn
LO%TY
90%CY
S0%TH

coven
T0%2n

0€STY

LTSTO
92S8TH

12520
022D
615920

L1820
918TY
S1820
¥1920
£18CY
21820

605TH
808TH

90520
S0S2H

10820
008z0n
66%20
86%2D
L6%TY
96%20

£6¥%en
143241
692N
06%2H
68%2N
88%TH
L8%TH
98%20
S8%TH
¥8%2D

18%2H

6.%2N
8L%TY

S.%20
vLlven
£L%TN

0L%TH
69%CY
89%CV
L9%2D
99%20

S69TH
6920
£65920
T6STH
16520
06STY
689TY
889TH
L89TY

849N
£89TH
289TH

084zN
6.9T0
8LSTH
LLSTY

v.,9TH

9982y
S9GTY

£98z20N
298z

0982V
68520
88S9T)
LSSTH

€992

8¥v9cn
LySTY

S%9TH
¥¥9Th
£%92H
[42:144

0%STd
6€S9TD
8€S9TH
LgSTN
9€STH
SE€STH

2ESTH

6592D
859920
LS9TY
9692n
SG92H

£892n
26920
19920
08920
6%920

819TH
L1920

ST920

€1920

STLTY

€TLTO
TTLTD
LY
oz.Lzn
6TLTD
8TLTH
LTLTD

ST.LTO

L

0T.L2d
60.2D
80.2H

S0LTY
90420

T0L20
0042V
66920
8692N
L6929

96920
692D
£692D

06920
6892N

98929
S89TH
v89zn
£89T0
89TV

+

0892n
6.9TY
8.9TD
L192D
992D
S.9¢v
v.92D

cLozn
T.,92H

69929
899TH
992D
9992D
S99TY
992D
£€992D
99Ty
T992H

76420

T6.LTY

0L.2D
69.20
89.20

99.gv
g9.Lcy

F

6G.2D
8G.LTY

TSLTH

S%LTO

€vlen
TvLTd
152x44
ovLey
6€.L2N
8ELTY
LELTD

QE€LTH
YELTY

TELTD

0ELTD
62LTD
8T.LTN

96.20
S6.20

£68TY
682D

068¢H
68820

L,88TY

L25

4988¢H
882N

[4:1:14

088TD
6.8TY
81820

50S ribosomal prote

982D

798TH
£98T0
298TH

e Molecule 24

0982y

1n

14%

61%

26%

5%

Chain BV

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 40

{44

w6V

T6A
® 164

681
88H
480

983

€83
(4228
18d

6.4

LLA

[t
~
=4

® vLY

o m
=N
>

693

L9D

e Molecule 24

S9A

L25

n

50S ribosomal prote

3%

12%

~
o
>

65%

23%

Chain DV

€91
2oL
79T

693

eleic
vav

{44

08K
67N
8¥H
LYA

Sy

8cY

9cd

S9A

i L2

50S ribosomal protei

e Molecule 25

N

&

Y

B

<

o

32

o

«
X
1)
-

Q

M

=

o=

<

=

@)

Te1

o _ o
O OH N OmEEN ©
SN g
-V I R W

9TA
STA
YIH
€14

+

6S

) v

YTTA

TTTV
0TTH

90Td

7011
€0TI
COTR
T0TY
00T

664

L6a

S6L

16V

984
ga8N

£80

184
08T

® 8.3

® 9.A

¥Lld
€LI

88TYH
L8710

S8TV
812
€8TA

6.13

3

SLT71

e TLiA

e L91da

S9TV

€971

6GTL

LGTY
9618
9GTYH

€411

6713

L¥1d
A%

A%
EVTA

8€1S
LETD
9ETA

EEIN

0€1d
6211

LTIN

(4148

LYTH

SyTL

£€¥cd

j37a'8
0%cH

£ETH

TECH
0€Td
6CCH

LTTA
9gtd
GTTN
144
1144)]
(44
61CA

91cH

414
434S
(434,
T2

%021

[4u4"s
T0C1
00TH
66TH

LBTV

Y6TA

692H
89z
L9TA

508 ribosomal protein 1.2

S9zd
¥9eu

1924
09Ty
69TN

99TL
ictas

e Molecule 25

22%

51%

23%
o™ & 0
=i

9%

Chain DC

[
-
< >

® 79
T9X

® 6sh
89y
LSH

%30

6L
8¥I
PALS

a2\l

150

8EN

[4°9¢

-
™
a

-
[}
-

624
82d
LTY

€21

[
I\
y
(=]

® 0ZN
@ 6TA

9TA

[
0

©
3

STrd
YTIA

6TTA
811D

STTI
231
€110
[43%)

® O11Y

801D

907d

7011
€071

e T0TH
@® 007
663

L6a

S6L

984
G8N
¥8d
€80

1831

8.4

9LA
QLY
vld

LD
TLQ
0L

894

88TYH
L8710

S8TV
813
E€8TA

SLTT

TLIA

L910a
9974
SOTV
9T
€971

O

R LDWIDE
PROTEIN DATA BANK

6GTL

LGTY
9818
SGTYH

€611

6714

Ly1d
9YTH

91E
EYTA

8€TS
LETD
9ETA
SE€Td

EETN
CETH

0€Td
6211

LTIN

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 41

LYTH

SveL
4748
£¥ed

j57o:8
0%TH

LETH

£ETH

TECH
0€Td
6CCH

LTTA
9TZd
ST

1344

1144)]
(il44"S
61CA

91CH

j414)]
£12H

1128

602V
802H
L0y
90TH

%021

[4u4:s

00ZH
66TH

LBTV

Y6TA

69cH
89cH
L9zTA
9921
S9zd
j4%a)

T92Y

09z
69CN

9GTL

508 ribosomal protein L3

e Molecule 26

13%

17%

56%

25%

Chain BD

(428
TOL

694
85N

S9N

bav

[4hA
TSL

670
891

o
<
=

0%1

8%
LEA

YEA

CTEN

e 0gd
® 6TA

® 9TA
® STL

L

143

81a
L1d
9TL

$TI

CTL
TN
019

LA

STTM

CTIA

LT1D
9TTH
STTD

€118
CTTL

e OTTL

807d

SO
¥0TA

e 1074

T6A

064

884

9831
S8y
81

8.9

€LA

oL
69V

L9H
999D

o=
€9d

® L8T1

@ 981N

(4234

08TA
@ 6.7¥

@ 9.1a
SLT1
vL1S

TLTL

8914
LOTN
9919
SOTI
910

T9TH

6313

€419
241d

0STh
671N

L91D
9YTI
SY1S

E€¥1d

YETH
EETL

902V
S0cd
0Ty
€0TA
(44}

661S

761d
€6TA
26TV
T61D
0674
@ 68IA
@ 8811

in L3

50S ribosomal protei

e Molecule 26

10%

17%

57%

24%

Chain DD
2

o
T9L

694
8GN

® SS9
sy
€89
® <TSL
181

670
e 8%l

TYN

09T

8€N
LEA

YEA

® TEN

e 0€F
6CTA

[
™
o
©

LgI

STl

+

1143
0ZA

8Tda
L18
9TL
STd
PII

CTL
TTH
019

8%
LA

SA

LTT4

STTA

(447

L11D
9TTH
ST1D

€118
CTTL

0TTL

801a

SOTH

v01A

e 1074

662

L6S

60

o
o
=

o
s
[

883

S8Y
781

L8771
9871
S8TN

[4:34

08TA
6.LTH

9.L1a
SLT1
iZA%

TLIL

8974
LOTN
991H
SOT
7910
€91H

TOTH

6GTH

9814
SGTA

€81H
C¢9Td

0STh
67 TN

LP1D
9911
SY1S

€¥1d

+

YETH
EETL

0ETH

e Molecule 27: 50S ribosomal protein L4

8TTH

1

lol4 4
S0cd
o)
€0cA
c0TI
10271

661S
86TH

767d
E6TA

T6TD
0614

88T1

17%
(X ]
H.

69d

1

193

674
8vL
L9

54%

9EY

vEY
€EA
TEA

-
™
=

6CH

421

TN

N
N
a

8TL

914

29%

11%

e TV
018
60

Chain BE:

oS

™

TETH
TETL
0ETH

8TTV

@ 6111

L1774
e 911a
STTh
HITY

CTIT1

0TTS
6071
80TI

90TH
Y01V
coTH
T0TX
00TH

863

760
€65

16d

L8Y

S84

£8A

18D

8LM
LLI
9.d

LI

LD
0LS

89V

R LDWIDE

O

PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 42

ELTL
TLIV

0LTH
69TA
891d

%911

e Molecule 27

0021
66TI
86T
L6173
96TA
S6Th

508 ribosomal protein 1.4

7%

16%

53%

30%

Chain DE

8€D

9EY

vEV
E€EA

1278
0gb
6CH

[444

©
-
3]

1TV
018
60

9%

o
[

TH

TP

LETH

SETY
veTT
€T
TETH

0ETH
621d
8TTV

(X4 %)

L

@ 6711

LTTY
9T1a
STTD
238
€TTA
(4441

0118
6071
@® 80TI

90TH

Y01V

[0S
TOTA
00TH

8631

G6Y
760
£6S

16

L8Y

1

£8A

78D

8LM
LLI
9.d

E€LTL

o
~
-
<

0LT¥
® 69TA
891Q

%911

9TV
09TV

508 ribosomal protein L5

8814
L1871
9GTN

%910
€811

1819
0STL
6711
® 8¥1I

ovTA

® €¥11

e Molecule 28

31%

® 098
661
. 8ay

Gsa

30%
o -
-2

il

=) < 10
N
o <= A

8€D
LEW

® SE€l
® PEL
@® €€l

<+
R
~

e 1ed

49%
®
(=3
2

ST
14
€CS

[
o
e
[

9TH

18%

€14

6a
8
LA
29

Chain BF

w

80Td
LOTA

SOTI
YOTL

T10T¥

864

S6W

e

oY==
o O O
B oA

L8Y%

81
€8d

6.4

ov1a
SHTA
442

{4341
e IEIA
® O0€1d

8CIS
® LTIk

50S ribosomal protein L5

e Molecule 28

31%

o
0
<

48%

20%
19%

Chain DF

09s
651

3

® gsa

LN J
N~ oo o <+
® Mo S <
ok o <

<+ 10
™ M
B4

[ ] o000 [ ]
+ 0 © N~ o i [l
A AN ® o [
== o> EN-l

=2

@© O Q

B

) ®
— N
[ ©n

OTH

249’8

+

e Molecule 29

¥H

[4's

® LTTX

{4414

0Z1S

STTD

€114

80Td
LOTA

SOTI
Z0TL

T0TY
0073

864

S6N
764

o
R
|

~
©
I3

98D

50S ribosomal protein L6

81
£8d

o o000

o

~
.‘.

o m
~ NS
v > <

TN
0L¥

991
¥9d

ov1a
SHTA
a4

CETH

8C1s

BN

—

8\

BN

)]

<

R

[se]

3\
2
)
—

M

]

o

<

)

&)

R LDWIDE

O

PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 43

oV
e

44
€A

1s

LTT0
9TTL

€eTa
eIV
12TL

+

LTTd
® 9171
STTh

€11d
CITA

OTTH
60TS

00TN

~
m-
=

S6Y

© o ~ oo o
~ ~ ® @0 D o
- > (= =at- ] B

TLN
TLT

99L
S9D
vov

SLTH

9STA

ba1d

L
)
Qo
—
(o
—
=
Q
€]
Q
0
=
—
[P
=
10

0STA

e 8%Id

9%1a

£PTA

1545
0%1I
6ETA

LETH

5

TETA

e Molecule 29

6212
8CTL

i L6

21%

52%

24%

6%

Chain DG

€90

o
©
<

T84
0SL
6971

0€D

8T1

S1a
YIA

3
=

OTA

8A
Ld
oV

44
€A

1S

L2T
9TTL

44 %]
€era
eIV
12TL

+

® Liid
9111
STTH

® E11a
CITA

OTTH
60TS
8074

SOTS
7011
E0TN

T0TA
00TN

~
e
=

10
@
<

™
o
B4

® 881
480

e Molecule 30: 50S ribosomal protein L9

6LL

9LI
SLA

CTLN
TLT

s
5

L9Y
99L
S9D
wov

SLTH
225

LITA

Y91V

® 197A

9GTX

vara
€91d

0STA

8% TH

9%1a
SHIV

EVTA

51D
0911
6ETA
8€T0
LETN

TETA

6212
8TTL

R
~

£9Y
891
%91

26%

43%

34%

28%

™
-
©

Chain BH

o
0
<

i428

{4238

0L

8€d

0€T

® LTY
oTY

+

00000 O000O0CO
o
S
=]

(448
12A

L1a

o -
-
< =

91

I

4]
™

To1d

00TV

[

©
o
=

§8D
v8v

c8S

[N N X J

o o

N~

=1
0000000

YLV

TLI

0L

L9V

SYIN
4478
€Y1
(47478

0vTV

SETH

YETA

® <Ttld
® I€1S

@ 6212
@ S8TIH
L2138

508 ribosomal protein 1.9

e Molecule 30

9%

9V
29T

093

86T
PA)S

21%

¥a1
£33

T84

8vH
PAZS
ovd
Sva
474"

15728

6EY

54%
'w
I
[N

+

0€T
624

e LTy
9Ty

™
o)
[

44

(4o
TZA

~
—
a

23%

¥1s

[
®
-
©

TIN
0Ty

831

91

i1

41}
[ ] TH

Chain DH

6212
8CTH
LTTE

STTL

€TTH

6TTN

LIT1
9TTYH
STTA
A%

6072
80TA
LOTD

Y0TL
€0TA
(494

©
[
a

10
o
[

T64

6831

LYTA
9YTA
SYIN
447
1557499

6ETA
8ETA
LETH
9ETS
SETH

€ET
ceTd
1€T8
® O€TA

O

R LDWIDE
PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 44

508 ribosomal protein 1.13

e Molecule 31

6%

17%

54%

26%

Chain BJ

o
0
=

8YA

9%d

(441

0%H

N~ O o
M mm
-

10
)
5

~ - =] [l
] N ® ® M
o < B P

TIA

8d

oy

STTA

® €TIY
® Tl
TR

°
LITV
P11

€11d
{435

011d

80TH

SOTA
Y01V

TOTI
00TA
664
864

964
964

™
o
=1

© -
© @
|20 [&]

980

81

289

+

LLH

QLK

<+
~
>

© o
© ©
Mo

3

e Molecule 31

oA
® €9V

(4299
TPIa
0%11

Le1d
9ET0

CETH

0ETH

8TIN
LT1H

508 ribosomal protein .13

16%

58%

23%

6%
Chain DJ:

9%

@ o
0 ©
< Q

o
0
=

8YA

SEY

TIA

u’-
a

©
=

STTA

€TTA
2T
TR

-
[
5]

Sy
©
=]

™
©
[

1N
©
[

LLH
9LH

<+ 10
~ o~
taltal

-
~
a

o
©
~

[
©
B3

oA
€9V
29A

(4499
1321
0%T1

LETd
9eTh

YETV

CETH

0ETH

e Molecule 32

8TIN
21D

508 ribosomal protein .14

37%

23%

53%

21%

Chain BK

L

90
09y
693

©
7}
=]

96da

® TSA

8%d

oY

55729

1529
[0i28

8€I
Lea
9€D

CEL

0€Y
6CH

929

® ¥tA
£TH

0 =3
© =)
= =

120

6TA

S1D
¥1s

(419
12314
0TA

[
=

LW

va
€0

N
3
-
=

8111

9171
STTI

[
® CIid

e 0113
® 601S
[ ]
® LOT1
® 90712
(]
[ ]
@ €07A
® 201d
°
®

661
864

961

o000
I
Ies
=

[

o
@
a

50S ribosomal prote

I~ ©
~oS
o

C NN )
©
~
>

L0
~
0

TLY

o000
o
=
o

69A
899

e Molecule 32

993
S9L

L14

111

24%

52%

o
™
>

9%
20%

Chain DK

+

90

® 09v
@ 69Y

B
]

891

[4:7¥

8%d

(429
1521
(028
6€I
8€I
Lea

o ¢ ©
™ M ®
< 3]

0€Y

[
3]
=

©
N
©

o &
IS Al
K=

120
0z
6TA

ST1D

o - oM
DA
=ZE><Aa=n

~
=

ZTIA

8111
L11S
9111
ST71

cT1d

0113
601S

LOT1
9072

€0TA
201d

661
864

S61
v6d

06N

G8A

28N

50S ribosomal prote

8.4
LLI
9LA
QLS

TLY
0L¥
69A
899D

e Molecule 33

99%
S9L

L15

111

O

R LDWIDE
PROTEIN DATA BANK

W



4V64

19%

53%

o
<
©0

wwPDB X-ray Structure Validation Summary Report

25%

0
=
<

3%

o ©
o o,

Page 45
Chain BL

694
89S

S9D

™
©
=

b
©Q
e

084

8vd

+

9D
€%D

9€N

™ .
]
5

T€D
O0EL

© o
D O
< =

INE)
a
o

€T1

T2H

814
LTH

€11

PETV
€ETY
CTETH
TETV

8CTL

T6a
06A

88D

983
S98A
w8y
£8Y

™ ¥ 10
N~~~
H B <

e Molecule 33

o
~
>

e ¥yl

£v13
(47433
13258
0%1d

8ETY

9€TH
GETI

19%

53%

508 ribosomal protein 115
26%

13%

Chain DL

[4%)
1€D

82D
LTT

€TI

114}
029

814
LT

STV

€11

s S

o
o

vETV
€ETV
CETH
TETV

8TIL

LN ]
<+
3
-
©

[ ] T6a

1

S98A
e
£8Y

® SV
PLL
€L1

oL
694

15%

57%

26%

508 ribosomal protein L.16

4%
-

e Molecule 34
Chain BM

894

994
§91

by
©
=

199

84)
LSA
98V

vaL
€GN

91

)
2]
~

N o
™ M m
[T I

e
@
B

62D
8C4
LTS

16%

©
)
=1

508 ribosomal protein L.16
14%
26%

e Molecule 34
Chain DM

-
z
Ig

894
LOA

§91

® PoM

84)

gsea

1414

[
©
=

61D
8TH
LIN
9T

o ¢
-
=

T

o
-
~

SOTH
¥012
€0TX
[0 %)
T0TA
001X
669
86d
L60
961

Sy
[2)
<

o
[ )
m| o>

508 ribosomal protein 117

©
©
B3

3

84

o o
N ®©
< >

~
~
[

N
~
[

e Molecule 35

o
I~
%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



Page 46 wwPDB X-ray Structure Validation Summary Report 4V64

10%
. __
Chain BN: 14% 64% 14% . 6%

° ° o °

N ™o o~ OO OoOmME®MTIONODO N MY Y Qe A m
M0N0 o e MMOT DS S SO0 00 0 @ © © ©Q
me i s o @ =nnde B mam [ = wE <= x

° oo (] ° (] o

OHNMSIWONDDO ) =3

< 10 © | AN MH DO~ ONOATNNFWO~NODRO A NOFDONBI OO OO0 OCOO O - «

© © © © © EENENNNKNN ©©G®®000®0DX00DDNDNDDNDD DD oo - -

oA << FAZEMHS<SX IRZHICARLMSTARE<IDO>ERHBINOD koA =< = HE A =}

e Molecule 35: 508 ribosomal protein 117

%
Chain DN: 16% 61% 14% 6%

N m O~ DO = AN - O ML OO OmmMm 0 N~ D O N <+ 0 DO (3]
[ IS ) N~ QO - o - o - AN N N MMmMMmMmMmMmm mmm & o & & < 0 [T} n 0 0 © © ©
ool M o @ o e = n ool < = o = 0 o oH H X [ SIS -V Mmoo e > Mmoo = = w0 > < 3
[ ]
o N M 0O 0 » O M & 10 o
<+ 10 © - N m D WOWN~WM” O (3] w0 N~ O wWmmd W © N~ o O o O o oo o O - o o
O W © N~~~ Ll Sl S S e e ] 0 0 0 o o [l e e ) o o o o o -~
e Molecule 36: 50S ribosomal protein L18
22%
. L ]
Chain BO: 26% 56% 15% .-

K4

A6

R10
A11
T12
R15
R16
L18
Q19
E20
T24
R25
V27
V28
H29
R30
H34
I35
Y36

37 @

Q38
V39
140
P42
var
148
V49
A51
552
T53
V54
E55
158
E60
K63
Y64
T65
G66

o000 00 o000 [ N ] [ ] [ ) [ X ] o000 0
- N <+ o M N~
ey FEEH 0 EH BEE R EH B e B B
= - - Ed - [ZSI= &5 © a > [P~ © O (-4 [=2 -t @ - o (=9
e Molecule 36: 50S ribosomal protein L18
;/0
. e -_——
Chain DO: 25% 56% 16% .
[}
A Ertal HOS omel] SR el BN ekt BE iE B BRRE
- N < 0 o - [ A Te ] ~
Thrtey  FEREH B EEEREE BEEE BB EE  o5E ERE| B
- < Ed =< Mg < 3| o Aa>nhAam (- TP = g (- o < - < o 4 (<3
e Molecule 37: 50S ribosomal protein L19
41%
Chain BP: 32% 45% 18% 6%

WO RLDWIDE

er

PROTEIN DATA BANK



Page 47 wwPDB X-ray Structure Validation Summary Report

4V64

[ ] 000000 (] (] 000000000 0000000OCGOOGO
O - N m - o & ©0 (=2} - © (2] n © - o < 10 O M~ o O N < ~
-~ ~ D o o o N o o m (3] < <+ & 0 0 0 W0 W W 0 ©O © © ©
(%] = oo =X a ==l ] = = ~ 5] = = = e o < B> B3 v m
[ X X J LN N N ) [ ] ® 00 [ ] oo [ ] [ ] ®
o m [To} (=} <+
DO [ 0 M~ 0 O N oD N M 0 O N~ o o o o -
© KIS N~ ~ I~ © 0 @ Q © @ O DO O - - - -
> ol o o - Ko s Il -3l ES - =
e Molecule 37: 50S ribosomal protein 1.19
4%
Chain DP: 33% 45% 17% 5%
[ ] [ ]
o - (3] - Nm ©O o - M w0 mww © - o <+ 10 0~ o O o < ~ D O o™ <
— ~ [ ) - aNAaa o o o, o, 3] < [TolTs) [ToRNTo RNt INTo} 0 O e © © O N~ N~ ~ o~
1] =] oMo £ AL AR ] = = ] " = B> = o, o < B> B 17} 5] e o
(52 w0
0~ 0 O N~ 0N (a5 0 O N~ © o o
[ © 0 0 0 © o O (S R ) - -
o wn R [ Mo o [ 2] £

e Molecule 38: 50S ribosomal protein 1.20

3%
Chain BQ: 26% 62% 12%
[ ]
] < 10 © M~ 0 OmmMm F 0 © 0 M O M & 0 N -~ (] 0 O N~ O «mmn ©O DO = A <
/Mmoo o ~ MM H X - oo n x> o - > - o - > o (= HEH =
L) )
<+ 0 N~ 0 O o m 0 0
©0 © © M~ N N~ 0 © © 0 © © 0 [ N ) o O o o - o
= < << =2 0O H 0> B < =20 4 M < 0 H A MoH < o < I << 4 > = M <

e Molecule 38: 50S ribosomal protein .20
4%
Chain DQ: - 26% 63% e

]
o < 10 © N~ © oMM ¥ 10 © © D S ™ ¢ 0 N~ O o - ) ) N~ OO «mmY © DO = <
SN N~ oo = oA 5] NN A N ® M mm Mmoo < < & & & 0 10 [T ] 0 © © © ©
Mo moH ~ MM H X - oo v . > o - - < o -5 MmAEE o = HEH =
(] (] o o
& 10 ~ O o o m 10 ©
10 © © — ™ $ 10 ~ © O - NmY 0 © @ o [T T ~ OmmO O o o o — - -
© © © ~ N~ N~ ~ o~ © 0 @ O © O © © o @ o D o @ o — - ] — — -
=< < = H o > X ZO AXNK<® HAa MoH A< H o< < I < > < X <

e Molecule 39: 50S ribosomal protein L21
5%
. Eeess— ——
Chain BR: 26% 50% 20% .

[ ] (]

- MY 0OomO O ® LO o 00 v ' 10 © < 10 — MY WON0DO - N MmN
™ & 0 © © — oo = —_ o N I 5] ™ M M ) < 0 (ol BT JTo BT o Yo RTo IR To RO B o e ©
< > mn o © o /M= n e [l 2] = - 2] (I = © K = B AOOEHMK<H> ~

® (] L)

-
® ¢ 10 ~©O®Oo ™ 0 L= < 10 ~ (=) o
N~ ~ NN 0 ® © © 0 QDD o O ) <) —
MoH > o > i m e o= B A i 3] H

e Molecule 39: 50S ribosomal protein L21

WO RLDWIDE

eP

PROTEIN DATA BANK



4V64

wwPDB X-ray Structure Validation Summary Report

Page 48

9%

58% 18%

22%

Chain DR:

ova
Sva
%D

66L

L63

e Molecule 40: 50S ribosomal protein L22

Y61

z6M

064
68H

e

98

€8
C8H
83
084
6.4

LLA

SLA
Y.L
® &L

1LY

[
©
5

L]
99H

15%

o
I}
=]

55%

29%

6%

Chain BS: —

9@

i)
vav

[4ctcy
19T

6%

60T1a
80TS

90TA

® ©OTL
® €0TI

1018

~
[
A

o
o w0
Q =3
o o

o
)
=

98I
G8I1

™
©
S

188
08d

LLa
9LA

e Molecule 40: 508 ribosomal protein 1.22

e Y.

TLL
TLA

69T

15%

53%

32%

19%

Chain DS:

693

§SI
$eY
| ess
f4cicy
[oreT
0SA
G
8%N
A7 N
9%1 [ otta
SPA ® 601a
[l e sois
Bl o LoTA
I 90TA
251 o soTA
1 e OTL
LEL ® €0TI
9€1 | zotH
GEI T01S
| e [ oorL
€e1 664
(4414 86}
--- L61
0€s | e6T
q64
|
LT c6H
92H ----
- 063
21
€TT
cca
o oTev 98K
0TA G8I
611 I
--- €81
LTA e
L oem 78S
s1d 08d
|
LLa
9LA
o1V o gl
1 e ©L
LH €L
Lo TLL
gy TLA
i29 o oLx
--- ) 69T
act o 891
W 190

e Molecule 41: 508 ribosomal protein 1.23

7%

21%

58%

~
o
0

10%

2%

Chain BT:

(01728

LEQ
9N
SEY

€eN

e Molecule 41: 50S ribosomal protein 1.23

TEA
0€1

feracy

DO HNm
HANNAN
MaunBH<=E

~
—
[

STH
71d
€1V

™

7%

23%

56%

16%

10%

Chain DT

-
=

69N

6T
O

069
181
EET
¥8k
€8y
z8y
§.9
yLI
€4
TLh
LD
0LH
L9A
99%
999
€91
zon
191

=t
[
—
=
o
<O
iy
o
—
o
—
=
=]
[¢2]
Q
£
o=
—
[P}
=]
10
&
=t
=
=
O
=
=
[ ]

© ~
]

re}
(=]

D E

O

R L DWI
PROTEIN DATA BANK

W



4V64

wwPDB X-ray Structure Validation Summary Report

Page 49

24%

24%

52%

21%

Chain BU:

99A

91

¥ad

e}
N
i

e Molecule 42: 50S ribosomal protein L24

-
o
-

61D
811
e Ll

B

e 1071
@ 0013

86N

963

G64
o 64
o g6y
o zon
e T16%

063

25%

50%

22%

2%

Chain DU:

89N

99A

91
e9v
2oV

63

LSI

©
10
]

<+
el
a

o
e}
=

8vA

LTA

[t}
N
B

®
3]
£

=
o
~

+

~
-
(=}

S19

o
@ =
fm>

1071
0013

86N

963
S64
v64
£64

e Molecule 43: 50S ribosomal protein L27
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4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 208.70A 379.50A 739.30A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 70.00 - 3.50 Depositor
Resolution (4) 137.77 — 350 EDS
% Data completeness 62.1 (70.00-3.50) Depositor
(in resolution range) 62.3 (137.77-3.50) EDS
Rinerge (Not available) Depositor
Rsym 0.07 Depositor
<I/o(I)>" 1.88 (at 3.49A) Xtriage
Refinement program CNS Depositor
R R 0.269 , 0.318 Depositor
» Hhfree 0.241 , 0.286 DCC
Rfree test set 22227 reflections (5.14%) DCC
Wilson B-factor (A?) 117.9 Xtriage
Anisotropy 0.294 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.23, 67.5 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| >=050, < L[?*>=0.33| Xtriage
Outliers 0 of 454411 reflections Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 284077 wwPDB-VP
Average B, all atoms (A?) 70.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.15% of the height of the origin peak. No significant pseudotranslation is detected.

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

5.1 Standard geometry (i)

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

MG, HYG

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

angles).
. Bond lengths Bond angles
Mol | Chain | p\ (g7 #éy >5 RMSZ #\% >5
1 | AA | 026 | 1/36762 (0.0%) | 0.77 | 13/57350 (0.0%)
1 CA | 026 | 1/36762 (0.0%) | 0.77 | 17/57350 (0.0%)
2 AC 0.23 0/1651 0.44 0/2225
2 cC 0.23 0/1651 0.44 0/2225
3 AD 0.23 0/1665 0.43 0/2227
3 CD 0.23 0/1665 0.43 0/2227
4 AE 0.23 0/1118 0.45 0/1504
4 CE 0.23 0/1118 0.45 0/1504
3 AF 0.24 0/835 0.44 0/1128
d CF 0.24 0/835 0.44 0/1128
6 AG 0.23 0/1187 0.45 0/1591
6 CG 0.23 0/1211 0.44 0/1624
7 AH 0.23 0/989 0.45 0/1326
7 CH 0.23 0/989 0.45 0/1326
8 Al 0.24 0/1034 0.44 0/1375
8 CI 0.24 0/1034 0.44 0/1375
9 Al 0.22 0/796 0.47 0/1077
9 CJ 0.22 0/796 0.47 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 0.47 0/1300
11 CL 0.22 0/969 0.47 0/1300
12 AM 0.21 0/892 0.45 0/1193
12 CM 0.21 0/884 0.45 0/1181
13 AN 0.24 0/785 0.43 0/1043
13 CN 0.24 0/785 0.43 0/1043
14 AO 0.22 0/723 0.44 0/966
14 CO 0.22 0/723 0.44 0/966
15 | AP | 0.25 0,/659 0.45 0,/884
15 CP 0.25 0/648 0.44 0/870
16 | AQ | 0.2 0/657 0.46 0/881
16 CQ 0.24 0/665 0.48 0/892
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. Bond lengths Bond angles
Mol | Chain | o7 #1Z| >5 RMSZ #|Z| >5
17 AR 0.23 0/462 0.44 0/621
17 CR 0.23 0/462 0.44 0/621
18 AS 0.25 0/652 0.45 0/877
18 CS 0.25 0/660 0.46 0/888
19 AT 0.23 0/671 0.41 0/888
19 CT 0.24 0/671 0.41 0/888
20 AB 0.25 0/1735 0.44 0/2338
20 CB 0.25 0/1735 0.44 0/2338
21 AU 0.26 0/430 0.46 0/570
21 CU 0.26 0/430 0.46 0/570
22 BA 0.24 0/2803 0.75 2/4371 (0.0%)
22 DA 0.25 0/2803 0.75 1/4371 (0.0%)
23 BB 0.27 7/68314 (0.0%) 0.78 | 41/106569 (0.0%)
23 DB 0.28 7/68314 (0.0%) 0.78 | 49/106569 (0.0%)
24 BV 0.25 0/766 0.43 0/1025
24 DV 0.25 0/766 0.43 0/1025
25 BC 0.22 0/2121 0.47 0/2852
25 DC 0.22 0/2121 0.47 0/2852
26 BD 0.24 0/1586 0.46 0/2134
26 DD 0.24 0/1586 0.47 0/2134
27 BE 0.23 0/1571 0.49 0/2113
27 DE 0.24 0/1571 0.49 0/2113
28 BF 0.26 0/1444 0.51 0/1937
28 DF 0.26 0/1444 0.51 0/1937
29 BG 0.23 0/1343 0.46 0/1816
29 DG 0.23 0/1343 0.46 0/1816
30 BH 0.25 0/1122 0.46 0/1515
30 DH 0.25 0/1122 0.46 0/1515
31 BJ 0.23 0/1152 0.47 0/1551
31 DJ 0.23 0/1152 0.47 0/1551
32 BK 0.24 0/939 0.52 0/1258
32 DK 0.23 0/939 0.52 0/1258
33 BL 0.23 0/1054 0.47 0/1403
33 DL 0.23 0/1054 0.47 0/1403
34 BM 0.25 0/1093 0.47 0/1460
34 DM 0.25 0/1093 0.47 0/1460
35 BN 0.24 0/973 0.51 0/1301
35 DN 0.24 0/973 0.51 0/1301
36 BO 0.23 0/902 0.47 0/1209
36 DO 0.23 0/902 0.48 0/1209
37 BP 0.24 0/929 0.48 0/1242
37 DP 0.24 0/929 0.48 0/1242
38 BQ 0.25 0/960 0.46 0/1278
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. Bond lengths Bond angles
Mol | Chain | o7 #1Z| >5 RMSZ #|Z| >5
38 DQ 0.25 0/960 0.46 0/1278
39 BR 0.25 0/829 0.48 0/1107
39 DR 0.25 0/829 0.48 0/1107
40 BS 0.22 0/864 0.49 0/1156
40 DS 0.22 0/864 0.49 0/1156
41 BT 0.23 0/744 0.52 0/994
41 DT 0.23 0/744 0.52 0/994
42 BU 0.25 0/787 0.45 0/1051
42 DU 0.25 0/787 0.45 0/1051
43 BW 0.28 0/603 0.48 0/797
43 DW 0.27 0/603 0.48 0/797
44 BX 0.23 0/510 0.51 0/677
44 DX 0.23 0/510 0.51 0/677
45 BY 0.23 0/453 0.49 0/605
45 DY 0.23 0/453 0.49 0/605
46 BZ 0.25 0/635 0.51 0/848
46 DZ 0.25 0/635 0.51 0/848
47 BO 0.22 0/450 0.52 0/599
47 DO 0.22 0/450 0.52 0/599
48 B1 0.27 0/416 0.47 0/554
48 D1 0.27 0/416 0.47 0/554
49 B2 0.25 0/380 0.49 0/498
49 D2 0.26 0/380 0.49 0/498
50 B3 0.24 0/513 0.46 0/676
50 D3 0.24 0/513 0.46 0/676
51 B4 0.22 0/303 0.46 0/397
51 D4 0.22 0/303 0.46 0/397
52 BI 0.24 0/1046 0.46 0/1410
52 DI 0.25 0/1046 0.47 0/1410
All All 0.26 | 16/306361 (0.0%) | 0.70 | 123/457973 (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 13
1 CA 0 13
23 BB 0 36
23 DB 0 38
All All 0 100
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The worst 5 of 16 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
23 DB 1086 A C5-C6 | -16.14 1.26 141
23 BB 1086 A C5-C6 | -16.11 1.26 1.41
23 BB 1088 A C6-N1 | -10.49 1.28 1.35
23 DB 1088 A C6-N1 | -10.45 1.28 1.35
23 DB 1060 U C2-N3 | 7.89 1.43 1.37

The worst 5 of 123 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
23 BB 2791 G 05-P-OP1 | -31.87 72.45 110.70
23 DB 2791 G 05-P-OP2 | -31.41 73.01 110.70
23 DB 2204 G 05-P-OP1 | -29.65 75.12 110.70
1 AA 1213 A 05-P-OP2 | -29.58 75.21 110.70
23 BB 2204 G 05-P-OP2 | -28.34 76.69 110.70

There are no chirality outliers.

5 of 100 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 83 C 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 1355 0
1 CA 32831 0 16521 1385 0
2 AC 1624 0 1699 137 0
2 CcC 1624 0 1699 145 0
3 AD 1643 0 1710 166 0
3 CD 1643 0 1710 156 0
4 AE 1105 0 1148 105 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 CE 1105 0 1148 115 0
3 AF 817 0 808 98 0
> CF 817 0 808 88 0
6 AG 1174 0 1230 118 0
6 CG 1196 0 1246 110 0
7 AH 979 0 1034 93 0
7 CH 979 0 1034 93 0
8 Al 1022 0 1070 153 0
8 CI 1022 0 1070 151 0
9 Al 786 0 828 78 0
9 CJ 786 0 828 84 0
10 AK 877 0 887 100 0
10 CK 877 0 887 101 0
11 AL 955 0 1019 90 0
11 CL 955 0 1019 94 0
12 AM 883 0 944 110 0
12 CM 876 0 937 109 0
13 AN 774 0 827 96 0
13 CN 774 0 827 90 0
14 AO 715 0 742 48 0
14 CO 715 0 742 41 0
15 AP 649 0 666 53 0
15 CP 638 0 656 95 0
16 AQ 648 0 691 73 0
16 CQ 656 0 702 73 0
17 AR 455 0 478 34 0
17 CR 455 0 478 34 0
18 AS 637 0 665 101 0
18 CS 644 0 675 98 0
19 AT 665 0 714 49 0
19 CT 665 0 714 49 0
20 AB 1704 0 1732 205 0
20 CB 1704 0 1732 208 0
21 AU 425 0 449 75 0
21 CU 425 0 449 68 0
22 BA 2507 0 1270 109 0
22 DA 2507 0 1270 111 0
23 BB 60995 0 30678 2412 0
23 DB 60995 0 30677 2498 0
24 BV 753 0 780 89 0
24 DV 753 0 780 90 0
25 BC 2082 0 2157 261 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
25 DC 2082 0 2157 274 0
26 BD 1565 0 1616 216 0
26 DD 1565 0 1616 220 0
27 BE 1552 0 1619 180 0
27 DE 1552 0 1619 170 0
28 BF 1420 0 1460 236 0
28 DF 1420 0 1460 238 0
29 BG 1323 0 1374 163 0
29 DG 1323 0 1374 161 0
30 BH 1111 0 1148 176 0
30 DH 1111 0 1148 146 0
31 BJ 1129 0 1162 150 0
31 DJ 1129 0 1162 154 0
32 BK 930 0 1000 122 0
32 DK 930 0 1000 134 0
33 BL 1045 0 1117 150 0
33 DL 1045 0 1117 155 0
34 BM 1074 0 1157 114 0
34 DM 1074 0 1157 112 0
35 BN 960 0 1000 135 0
35 DN 960 0 1000 129 0
36 BO 892 0 923 97 0
36 DO 892 0 923 104 0
37 BP 917 0 965 112 0
37 DP 917 0 965 113 0
38 BQ 947 0 1022 156 0
38 DQ 947 0 1022 167 0
39 BR 816 0 839 123 0
39 DR 816 0 839 138 0
40 BS 857 0 922 93 0
40 DS 857 0 922 93 0
41 BT 738 0 807 127 0
41 DT 738 0 807 122 0
42 BU 779 0 834 132 0
42 DU 779 0 834 121 0
43 BW 596 0 610 128 0
43 DW 596 0 610 137 0
44 BX 509 0 543 24 0
44 DX 509 0 043 20 0
45 BY 449 0 491 48 0
45 DY 449 0 491 50 0
46 BZ 625 0 652 89 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
46 DZ 625 0 652 92 0
47 BO 444 0 461 40 0
47 DO 444 0 461 42 0
48 B1 409 0 440 a7 0
48 D1 409 0 440 44 0
49 B2 377 0 418 43 0
49 D2 377 0 418 43 0
20 B3 004 0 074 40 0
50 D3 504 0 574 40 0
o1 B4 302 0 340 40 0
o1 D4 302 0 340 35 0
52 BI 1032 0 1088 111 0
52 DI 1032 0 1088 182 0
53 AA o8 0 0 0 0
53 AE 1 0 0 0 0
53 AN 1 0 0 0 0
53 BB 110 0 0 0 0
o3 CA 61 0 0 0 0
23 CE 1 0 0 0 0
53 DB 111 0 0 0 0
54 AA 36 0 37 2 0
o4 CA 36 0 37 1 0
95 B4 1 0 0 0 0
95 D4 1 0 0 0 0
o6 AA 282 0 0 4 0
26 AE 4 0 0 0 0
26 AK 2 0 0 0 0
26 AL 5 0 0 0 0
o6 AN 4 0 0 0 0
o6 AT 3 0 0 0 0
o6 B2 1 0 0 0 0
o6 BB 492 0 0 5 0
26 BC 8 0 0 0 0
26 BD 1 0 0 0 0
26 BE 2 0 0 0 0
o6 BH 1 0 0 0 0
o6 BL 2 0 0 0 0
o6 CA 294 0 0 0 0
26 CE 4 0 0 0 0
26 CI 1 0 0 0 0
26 CK 1 0 0 0 0
o6 CL 3 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
26 CN 3 0 0 0 0
26 CT 1 0 0 0 0
o6 D2 1 0 0 0 0
o6 DB 499 0 0 8 0
26 DC 5 0 0 0 0
26 DD 1 0 0 0 0
26 DE 1 0 0 0 0
26 DL 5 0 0 1 0
o6 DP 1 0 0 0 0
All All 284077 0 190751 17232 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 36.

The worst 5 of 17232 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:H8 52:DI:3:LYS:N 1.38 1.20
23:BB:855:G:H21 43:BW:23:LYS:HG2 1.08 1.15
42:DU:85:ARG:HD3 42:DU:86:PHE:H 1.13 1.14
41:DT:5:GLU:HA 41:DT:8:LEU:HB2 1.25 1.13
42:BU:85:ARG:HD3 42:BU:86:PHE:H 1.11 1.12

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.

Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
2 AC 204/232 (88%) 147 (72%) | 40 (20%) 17 (8%) 13
2 CC 204/232 (88%) 148 (72%) | 40 (20%) 16 (8%) 14

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
3 AD 203/205 (99%) 136 (67%) 52 (26%) 15 (7%)
3 CD 203/205 (99%) 134 (66%) 54 (27%) 15 (7%)
4 AE 148/166 (89%) 117 (79%) 27 (18%) 4 (3%)
4 CE 148/166 (89%) 117 (79%) 25 (17%) 6 (4%)
5 AF 98/135 (73%) 66 (67%) 21 (21%) 11 (11%)
5 CF 98/135 (73%) 67 (68%) 21 (21%) 10 (10%)
6 AG 148/178 (83%) 122 (82%) 18 (12%) 8 (5%)
6 CG 150/178 (84%) 124 (83%) 20 (13%) 6 (4%)
7 AH 127/129 (98%) 92 (72%) 26 (20%) 9 (7%)
7 CH 127/129 (98%) 90 (71%) 28 (22%) 9 (7%)
8 Al 125/129 (97%) 88 (70%) 29 (23%) 8 (6%)
8 CI 125/129 (97%) 88 (70%) 29 (23%) 8 (6%)
9 Al 96,/103 (93%) 69 (72%) 17 (18%) 10 (10%)
9 CJ 96/103 (93%) 68 (71%) 18 (19%) 10 (10%)
10 AK 115/128 (90%) 81 (70%) 26 (23%) 8 (7%)
10 CK 115/128 (90%) 80 (70%) 27 (24%) 8 (7%)
11 AL 121/123 (98%) 78 (64%) 29 (24%) 14 (12%)
11 CL 121/123 (98%) 79 (65%) 28 (23%) 14 (12%)
12 AM 112/117 (96%) 72 (64%) 36 (32%) 4 (4%)
12 CM 111/117 (95%) 69 (62%) 38 (34%) 4 (4%)
13 AN 92/100 (92%) 57 (62%) 25 (27%) 10 (11%)
13 CN 92/100 (92%) 56 (61%) 26 (28%) 10 (11%)
14 AO 86/89 (97%) 65 (76%) 16 (19%) 5 (6%)
14 CO 86,/89 (97%) 65 (76%) 16 (19%) 5 (6%)
15 AP 80/82 (98%) 56 (70%) 15 (19%) 9 (11%)
15 CP 78/82 (95%) 53 (68%) 15 (19%) 10 (13%)
16 AQ 78/83 (94%) 56 (72%) 17 (22%) 5 (6%)
16 CQ 79/83 (95%) 56 (71%) 17 (22%) 6 (8%)
17 AR 53/74 (72%) 41 (77%) 10 (19%) 2 (4%)
17 CR 53/74 (72%) 41 (77%) 10 (19%) 2 (4%)
18 AS 77/91 (85%) 58 (75%) 17 (22%) 2 (3%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
18 CS 78/91 (86%) 58 (74%) 18 (23%) 2 (3%)
19 AT 83/86 (96%) 59 (71%) 19 (23%) 5 (6%)
19 CT 83/86 (96%) 59 (71%) 19 (23%) 5 (6%)
20 AB 216/240 (90%) 143 (66%) 53 (24%) 20 (9%)
20 CB 216/240 (90%) 148 (68%) 46 (21%) 22 (10%)
21 AU 49/71 (69%) 28 (57%) 14 (29%) 7 (14%)
21 CuU 49/71 (69%) 28 (57%) 14 (29%) 7 (14%)
24 BV 92/94 (98%) 63 (68%) 23 (25%) 6 (6%)
24 DV 92/94 (98%) 62 (67%) 24 (26%) 6 (6%)
25 BC 269/273 (98%) 158 (59%) 65 (24%) 46 (17%)
25 DC 269/273 (98%) 158 (59%) 65 (24%) 46 (17%)
26 BD 207/209 (99%) 121 (58%) 56 (27%) 30 (14%)
26 DD 207/209 (99%) 123 (59%) 52 (25%) 32 (16%)
27 BE 199/201 (99%) 120 (60%) 56 (28%) 23 (12%)
27 DE 199/201 (99%) 120 (60%) 56 (28%) 23 (12%)
28 BF 176/178 (99%) 103 (58%) 39 (22%) 34 (19%)
28 DF 176/178 (99%) 101 (57%) 41 (23%) 34 (19%)
29 BG 174/176 (99%) 105 (60%) 37 (21%) 32 (18%)
29 DG 174/176 (99%) 105 (60%) 36 (21%) 33 (19%)
30 BH 147/149 (99%) 68 (46%) 43 (29%) 36 (24%)
30 DH 147/149 (99%) 88 (60%) 32 (22%) 27 (18%)
31 BJ 140/142 (99%) 85 (61%) 39 (28%) 16 (11%)
31 DJ 140/142 (99%) 83 (59%) 40 (29%) 17 (12%)
32 BK 119/123 (97%) 70 (59%) 28 (24%) 21 (18%)
32 DK 119/123 (97%) 69 (58%) 27 (23%) 23 (19%)
33 BL 141/144 (98%) 75 (53%) 40 (28%) 26 (18%)
33 DL 141/144 (98%) 75 (53%) 40 (28%) 26 (18%)
34 BM 134/136 (98%) 77 (58%) 38 (28%) 19 (14%)
34 DM 134/136 (98%) 78 (58%) 35 (26%) 21 (16%)
35 BN 118/127 (93%) 73 (62%) 33 (28%) 12 (10%)
35 DN 118/127 (93%) 73 (62%) 32 (27%) 13 (11%)

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
36 BO 114/117 (97%)
36 DO 114/117 (97%)
37 BP 112/114 (98%)
37 DP 112/114 (98%)
38 BQ 115/117 (98%)
38 DQ 115/117 (98%)
39 BR 101/103 (98%)
39 DR 101/103 (98%)
40 BS 108/110 (98%)
40 DS 108/110 (98%)
41 BT 91/100 (91%)
41 DT 91/100 (91%)
42 BU 100/103 (97%)
42 DU 100/103 (97%)
43 BW 77/84 (92%)
43 DW 77/84 (92%)
44 BX 61/63 (97%)
44 DX 61/63 (97%)
45 BY 56/58 (97%)
45 DY 56/58 (97%)
46 BZ 75/78 (96%)
46 DZ 75/78 (96%)
47 BO 54/56 (96%)
47 DO 54/56 (96%)
48 B1 48 /54 (89%)
48 D1 48 /54 (89%)
49 B2 44/46 (96%)
49 D2 44/46 (96%)
50 B3 62/64 (97%)
50 D3 62/64 (97%)
51 B4 36/38 (95%)
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Mol | Chain Analysed Favoured | Allowed Outliers | Percentiles
51 | DA 36/38 (95%) 21 (58%) | 9 (25%) | 6 (17%) |
52 BI 139/141 (99%) 119 (86%) 16 (12%) 4 (3%)
52 DI 139/141 (99%) 115 (83%) 19 (14%) 5 (4%)
All All 11241/11918 (94%) | 7279 (65%) | 2673 (24%) | 1289 (12%)

5 of 1289 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 AC 112 ALA
2 AC 180 ASP
2 AC 205 GLU
4 AE 20 VAL
5 AF 98 GLU

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 170/189 (90%) | 144 (85%) | 26 (15%) 21
2 CC 170/189 (90%) | 145 (85%) | 25 (15%) 22
3 AD | 172/172 (100%) | 148 (86%) | 24 (14%) 24
3 CD | 172/172 (100%) | 149 (87%) | 23 (13%) 26
4 AE 113/125 (90%) | 100 (88%) | 13 (12%) 33
4 CE 113/125 (90%) | 98 (87%) | 15 (13%) 26
5 AF 87/116 (75%) 76 (87%) 11 (13%) 28
5 CF 87/116 (75%) 75 (86%) 12 (14%) 25
6 AG 123/146 (84%) | 108 (88%) | 15 (12%) 6] 29
6 CG 125/146 (86%) | 108 (86%) | 17 (14%) 26
7 AH | 104/104 (100%) | 96 (92%) 8 (8%) 54
7 CH | 104/104 (100%) | 96 (92%) 8 (8%) 16| 54
8 Al 105/106 (99%) | 94 (90%) | 11 (10%) 8] 38

>
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
8 CI 105/106 (99%) 93 (89%) 12 (11%) 33
9 AJ 86,/90 (96%) 79 (92%) 7 (8%) 157 52
9 CJ 86,/90 (96%) 80 (93%) 6 (7%)
10 AK 90/98 (92%) 77 (86%) 13 (14%)
10 CK 90/98 (92%) 77 (86%) 13 (14%)
11 AL 103/103 (100%) 85 (82%) 18 (18%)
11 CL 103/103 (100%) 84 (82%) 19 (18%)
12 AM 92/95 (97%) 82 (89%) 10 (11%)
12 CM 91/95 (96%) 82 (90%) 9 (10%)
13 AN 79/83 (95%) 67 (85%) 12 (15%)
13 CN 79/83 (95%) 67 (85%) 12 (15%)
14 AO 76/77 (99%) 69 (91%) 7 (9%)
14 CO 76/77 (99%) 70 (92%) 6 (8%)
15 AP 65/65 (100%) 57 (88%) 8 (12%)
15 CP 65/65 (100%) 57 (88%) 8 (12%)
16 AQ 74/77 (96%) 65 (88%) 9 (12%)
16 CQ 75/77 (97%) 65 (87%) 10 (13%)
17 AR 48 /64 (75%) 46 (96%) 2 (4%)
17 CR 48 /64 (75%) 46 (96%) 2 (4%)
18 AS 70/78 (90%) 52 (74%) 18 (26%)
18 CS 71/78 (91%) 53 (75%) 18 (25%)
19 AT 65/65 (100%) 53 (82%) 12 (18%)
19 CT 65/65 (100%) 53 (82%) 12 (18%)
20 AB 180/198 (91%) 152 (84%) 28 (16%)
20 CB 180/198 (91%) 150 (83%) 30 (17%)
21 AU 44/61 (72%) 35 (80%) 9 (20%)
21 CU 44/61 (72%) 35 (80%) 9 (20%)
24 BV 78/78 (100%) 68 (87%) 10 (13%)
24 DV 78/78 (100%) 69 (88%) 9 (12%)
25 BC 216/218 (99%) 178 (82%) 38 (18%)
25 DC 216/218 (99%) 175 (81%) 41 (19%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
26 | BD | 164/164 (100%) | 140 (85%)

26 | DD | 164/164 (100%) | 140 (85%)

27 | BE | 165/165 (100%) | 146 (88%)

97 | DE | 165/165 (100%) | 146 (88%)

28 | BF | 149/149 (100%) | 114 (76%)

28 | DF | 149/149 (100%) | 115 (77%)

29 | BG | 137/137 (100%) | 116 (85%)

29 | DG | 137/137 (100%) | 116 (85%)

30 | BH | 114/114 (100%) | 77 (68%) 0|

30 | DH | 114/114 (100%) | 93 (82%) 2]

31 BJ | 116/116 (100%) | 98 (84%)

31 DJ | 116/116 (100%) | 98 (84%)

32 | BK | 102/104 (98%) | 79 (78%)

32 | DK | 102/104 (98%) | 79 (78%)

33 | BL 102/103 (99%) | 89 (87%)

33 DL 102/103 (99%) | 90 (88%) 6|

34 | BM | 109/109 (100%) | 88 (81%) 2] |10
34 | DM | 109/109 (100%) | 88 (81%) 2] 10
35 | BN | 100/103 (97%) | 82 (82%) 2] |12
35 | DN | 100/103 (97%) | 81 (81%) 2] 10
36 | BO | 86/87 (99%) | 69 (80%) 1][o
36 | DO | 86/8T (99%) | 69 (80%) 1] ]9
37 | BP | 99/99 (100%) | 80 (81%) 2] 10
37 | DP | 99/99 (100%) | 81 (82%) 2] |12
38 | BQ 89/89 (100%) 79 (89%)

38 | DQ 89/89 (100%) 79 (89%)

30 | BR | 84/84 (100%) | 68 (81%) 2] 10
39 | DR 84/84 (100%) 70 (83%)

40 BS 93/93 (100%) 81 (87%)

40 DS 93/93 (100%) 82 (88%) 6|

41 BT 80,84 (95%) 62 (78%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
41 DT 80/84 (95%) 62 (78%) 18 (22%) |
42 BU 83/84 (99%) 67 (81%) 16 (19%)

42 DU 83/84 (99%) 67 (81%) 16 (19%)

43 BW 59/62 (95%) 42 (71%) 17 (29%)

43 DW 59/62 (95%) 42 (71%) 17 (29%)

44 BX 55/55 (100%) 42 (76%) 13 (24%)

44 DX 55/55 (100%) 42 (76%) 13 (24%)

45 BY 48/48 (100%) 40 (83%) 8 (17%)

45 DY 48 /48 (100%) 40 (83%) 8 (17%)

46 BZ 67/68 (98%) 54 (81%) 13 (19%)

46 DZ 67/68 (98%) 53 (79%) 14 (21%)

47 BO 47/47 (100%) 39 (83%) 8 (17%)

47 DO 47/47 (100%) 40 (85%) 7 (15%)

48 B1 45/48 (94%) 40 (89%) 5 (11%)

48 D1 45/48 (94%) 41 (91%) 4 (9%)

49 B2 38/38 (100%) 32 (84%) 6 (16%)

49 D2 38/38 (100%) 32 (84%) 6 (16%)

50 B3 51/51 (100%) 46 (90%) 5 (10%)

50 D3 51/51 (100%) 46 (90%) 5 (10%)

51 B4 34/34 (100%) 32 (94%) 2 (6%)

51 D4 34/34 (100%) 32 (94%) 2 (6%) 24 65
52 BI 109/109 (100%) | 108 (99%) 1 (1%) 841194
52 DI 109/109 (100%) | 103 (94%) 6 (6%) 27 67
All All 9333/9704 (96%) | 7895 (85%) | 1438 (15%) 20

5 of 1438 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
43 BW 38 ARG
6 CG 49 LEU
41 DT 24 MET
44 BX 28 LEU
2 CC 35 ASP
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Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 346 such

sidechains are listed below:

Mol | Chain | Res | Type
44 BX 25 GLN
6 CG 129 ASN
42 DU 26 ASN
45 BY 48 ASN
2 CcC 7 ASN
5.3.3 RNA (O
Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AN | 1529/1542 (99%) 257 (16%) 27 (1%)
1 CA [ 1529/1542 (99%) 240 (15%) 27 (1%)
22 BA 116/120 (96%) 22 (18%) 0
22 DA 116/120 (96%) 22 (18%) 0
23 BB 2837/2904 (97%) 460 (16%) 17 (0%)
23 DB | 2837/2904 (97%) 460 (16%) 21 (0%)
All All 8964,/9132 (98%) 1461 (16%) 92 (1%)

5 of 1461 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 AA 6 G
1 AA 9 G
1 AA 14 U
1 AA 32 A
1 AA 39 G

5 of 92 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
23 BB 2756 U
1 CA 372 C
23 DB 2282 G
23 BB 2808 G
1 CA 243 A

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

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

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 347 ligands modelled in this entry, 345 are monoatomic - leaving 2 for Mogul analysis.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2
54 | HYG AA 2059 - 35,39,39 | 1.30 3 (8%) | 41,60,60 | 1.49 5 (12%)
54 | HYG CA 2062 - 35,39,39 | 1.33 4 (11%) | 41,60,60 | 1.49 5 (12%)

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. ’-

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
54 | HYG AA | 2059 - - 0/12/87/87 | 0/4/4/4
54 | HYG CA | 2062 - - 0/12/87/87 | 0/4/4/4

The worst 5 of 7 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
o4 CA |2062 | HYG | 022-C17 | -2.35 1.38 1.43
o4 AA | 2059 | HYG | C16-C15 | 2.10 1.57 1.53
54 CA | 2062 | HYG | C16-C15 | 2.15 1.57 1.53
54 CA | 2062 | HYG | C27-C33 | 2.60 1.56 1.52
54 AA 12059 | HYG | C27-C33 | 2.62 1.56 1.52

The worst 5 of 10 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
54 CA 2062 | HYG 08-C1-C2 -4.36 101.78 109.87
54 AA 2059 | HYG 08-C1-C2 -4.34 101.81 109.87

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
54 CA 2062 | HYG | 035-C34-C33 | -3.60 103.94 111.53
o4 AA 2059 | HYG | 035-C34-C33 | -3.59 103.97 111.53
24 AA 2059 | HYG | C26-C25-C24 | -2.20 108.22 111.33

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

2 monomers are involved in 3 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
54 AA 2059 | HYG 2 0
54 CA 2062 | HYG 1 0

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%) |  -0.65 7 (0%) 16, 85, 158, 180 | 0
1 | cA | 1530/1542 (99%) | -0.67 5 (0%) 8, 57,142,180 | 0
> | AC | 206/232 (88%) 0.86 30 (14%) 8,89, 145, 180 | 0
o | cc | 206/232 (88%) 0.33 16 (7%) 116 13] | 15, 81,138,180 | 0
3 | AD | 205/205 (100%) 0.6 26 (12%) 19, 97, 160, 180 | 0
3 | cD | 205/205 (100%) 20.01 4(1%) 68 59 | 5,63 135180 | 0
4 | AE | 150/166 (90%) 0.18 5(3%) 50 41 | 576,136,167 | 0
4 | CE | 150/166 (90%) 0.87 24 (16%) [ 3 5, 62,135,175 | 0
5 | AF | 100/135 (74%) 1.20 27 (27%) 13,81, 137, 180 | 0
5 | CF | 100/135 (74%) 0.37 3(3%) 54 43 | 14,78,126,166 | 0
6 | AG | 150/178 (84%) 0.41 23 (15%) 41,110, 166, 180 | 0
6 | CG | 152/178 (85%) 0.19 11 (7%) 1181 115] | 27,98, 156, 177 | 0
7 | AH | 129/129 (100%) 0.26 10 (7%) 116 |13] | 26,91, 148,180 | 0
7 | cH | 129/129 (100%) 0.30 13 (10% 5,53, 117,153 | 0
8 | Al 127/129 (98%) 0.87 27 (21% 32,103, 160, 180 | 0
8 | CI 127/129 (98%) 0.67 14 (11% 32,103, 162, 180 | 0
o | AJ 98,/103 (95%) 0.86 13 (13% 34,106, 162, 180 | 0
0o | I 08,/103 (95%) 1.24 28 (28% 42,107, 156, 180 | 0
10 | AK | 117/128 (91%) 20.04 1 (0%) 571,122,174 | 0
10 | CK | 117/128 (91%) 0.14 5(4%) 39 30 | 557,112,179 | 0
11 | AL | 123/123 (100%) 0.54 16 (13%) 15, 82,132,153 | 0
11 | CL | 123/123 (100%) 20.02 3(2%) 62 52 | 5, 44,109,165 | 0
12 | AM | 114/117 (97%) 0.70 17 (14%) I31F3] |68, 130, 178,180 | 0
12 | oM | 113117 (96%) 0.05 4 (3%) 48 38 | 32,108, 156,180 | 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
13 | AN 96,100 (96%) 0.58 10 (10%) 32, 103, 161, 180 0
13 | CN 96,100 (96%) 0.20 6 (6%) 23 |18 38, 99, 137, 171 0
14 | AO 88/89 (98%) 0.42 4 (4%) 37 29 35, 83, 132, 180 0
14 | CO 88/89 (98%) -0.01 2 (2%) 64 54 8, 54, 111, 165 0
15 | AP 82,/82 (100%) 1.82 33 (40%) 43,99, 163, 180 | 0
15 CP 80/82 (97%) 0.10 4 (5%) 32 25 5,51, 143, 164 0
16 AQ 80/83 (96%) 1.12 18 (22%) | 49, 106, 156, 177 0
16 | CQ 81/83 (97%) -0.06 0 5,51, 121, 157 0
17 | AR 55/74 (74%) 0.32 3(5%) 29 22 16, 78, 142, 152 0
17 | CR 55/74 (74%) 0.74 5 (9%) | 13, 69, 132, 149 0
18 AS 79/91 (86%) 1.09 23 (29%) | 67, 128, 175, 180 0
18 CS 80/91 (87%) -0.09 3(3%) 44 36 | 49,113,171, 180 0
19 AT 85/86 (98%) 0.05 3(3%) 48 38 | 43,100, 153, 175 0
19 CT 85/86 (98%) -0.15 0 | 100 14, 58, 121, 177 0
20 | AB 218,/240 (90%) 0.30 23 (10%) 30, 102, 152, 180 0
20 CB 218,/240 (90%) 1.42 71 (32%) 26, 106, 160, 180 0
21 AU 51/71 (71%) 0.39 2 (3%) 26, 102, 172, 180 0
21 CU 51/71 (71%) 0.79 8 (15%) 19, 85, 151, 180 0
22 | BA 117/120 (97%) -0.71 1 (0%) 43, 83, 131, 173 0
22 | DA 117/120 (97%) -0.75 1 (0%) 32, 75, 118, 180 0
23 BB 2841/2904 (97%) -0.43 15 (0%) 6, 56, 146, 180 0
23 | DB 2841/2904 (97%) -0.47 7 (0%) 5, 40, 139, 180 0
24 | BV 94 /94 (100%) 0.1 5(5%) 30 23 11, 96, 146, 176 0
24 | DV 94/94 (100%) -0.08 3(3%) 51 42 14, 86, 143, 180 0
25 BC 271/273 (99%) 0.68 28 (10%) 7,48, 104, 170 0
25 | DC 271/273 (99%) 0.48 24 (8%) 5, 28, 81, 120 0
26 | BD 209/209 (100%) 0.54 27 (12%) 5,73, 138, 180 0
26 | DD 209/209 (100%) 0.45 21 (10%) 5, 42, 118, 180 0
27 | BE 201,/201 (100%) 0.82 23 (11%) 5, 65, 142, 180 0
27 | DE 201/201 (100%) 0.38 14 (6%) |19 |15 5, 67, 135, 180 0
28 BF 178/178 (100%) 1.41 56 (31%) |1} |1 50, 116, 175, 180 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
28 DF 178,/178 (100%) 1.10 35 (19%) lll 7,101, 172, 180 0
29 BG 176/176 (100%) 0.66 (13%) §5 015/ 23, 102, 155, 180 0
29 DG 176/176 (100%) 0.21 (6%) 23 18 24, 90, 161, 180 0
30 BH 149/149 (100%) 1.73 (34%) 10 @I 14, 117, 177, 180 0
30 DH 149/149 (100%) 0.55 13 (8%) 137112 11, 100, 156, 180 0
31 | BJ 142/142 (100%) 0.37 8 (5%) 28 22 6, 80, 141, 171 0
31 DJ 142/142 (100%) 0.33 9 (6%) 23 |18 5, 60, 119, 165 0
32 BK 121/123 (98%) 1.76 46 (38%) JO 10 5, 73, 135, 180 0
32 DK 121/123 (98%) 0.58 1(9%) [ 11}f10 5, 35, 102, 145 0
33 BL 143/144 (99%) 0.05 5(3%) 48 38 10, 64, 128, 180 0
33 DL 143/144 (99%) 0.56 8 (12%) IiIE 5, 54, 118, 162 0
34 BM 136/136 (100%) 0.10 5(3%) 45 36 8, 70, 129, 172 0
34 | DM 136,136 (100%) 0.76 9 (13%) [4] |4 5,51, 114, 168 0
35 BN 120/127 (94%) 0.51 3(10%) F8Y1T7 7,67, 132, 163 0
35 DN 120/127 (94%) -0.07 1 (0%) |87) 180 5, 42, 86, 145 0
36 BO 116/117 (99%) 0.79 26 (22%) |11 27, 87, 135, 156 0
36 DO 116/117 (99%) -0.02 1 (0%) |85) 78 17, 78, 142, 180 0
37 BP 114/114 (100%) 1.72 47 (41%) 010 20, 85, 149, 178 0
37 DP 114/114 (100%) 0.17 4 (3%) 48 38 5, 48, 107, 159 0
38 BQ 117/117 (100%) -0.15 3(2%) 59 49 5, 63, 127, 180 0
38 DQ 117/117 (100%) 0.43 5(4%) 39 30 5, 48, 116, 150 0
39 BR 103/103 (100%) 0.01 5 (4%) 33 16, 82, 145, 158 0
39 DR 103/103 (100%) 0.56 9 (8%) |13 I_I 5, 73, 136, 180 0
40 BS 110/110 (100%) 0.42 7 (6%) 23 5, 53, 116, 142 0
10 | DS | 110/110 (100%) 1.00 21 (19%) 5,42, 116, 146 | 0
41 BT 93/100 (93%) 0.03 2 (2%) 65 55 6, 72, 139, 179 0
41 DT 93,/100 (93%) 0.81 16 (17%) | 11, 64, 156, 180 0
42 BU 102/103 (99%) 1.24 25 (24%) 5, 78, 144, 178 0
42 DU 102/103 (99%) 0.11 2 (1%) 68 59 10, 90, 154, 180 0
43 BW 79/84 (94%) 0.38 5(6%) 23 |18 10, 79, 157, 163 0
43 DW 79/84 (94%) 0.18 4 (5%) 32 24 5, 75, 131, 174 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%) 0.91 15 (23%) 9, 74, 146, 179 0
44 DX 63/63 (100%) 0.54 4 (6%) 23 |18 17, 96, 147, 180 0
45 BY 58/58 (100%) 0.34 4 (6%) 20 |16 14, 78, 135, 170 0
45 DY 58/58 (100%) -0.05 2 (3%) 49 40 10, 73, 129, 160 0
46 BZ 77/78 (98%) 0.62 8 (10%) 5, 49, 121, 160 0
46 DZ 77/78 (98%) 0.00 2 (2%) 59 49 5, 42, 107, 141 0
47 BO 56/56 (100%) 0.45 5 (8%) m b, 77, 144, 166 0
47 DO 56/56 (100%) 0.29 3(5%) 29 23 8, 52, 128, 160 0
48 B1 50/54 (92%) 2.28 28 (56%) foJ]o 51, 99, 149, 165 0
48 D1 50/54 (92%) 1.44 11 (22%) 43, 93, 138, 171 0
49 B2 46/46 (100%) 0.44 2 (4%) 39 30 7,49, 103, 135 0
49 D2 46/46 (100%) 0.20 1 (2%) 65 55 5, 28, 99, 180 0
50 B3 64,/64 (100%) 0.62 6 (9%) | 16, 56, 110, 137 0
50 D3 64/64 (100%) 0.37 7 (10% 5, 43, 112, 152 0
51 B4 38/38 (100%) 0.17 1 (2%) 59 ) 49 33, 92, 143, 146 0
o1 D4 38/38 (100%) -0.39 9, 68, 112, 150 0
52 BI 141/141 (100%) 1.01 67, 169, 180, 180 0
52 DI 141/141 (100%) 0.85 91, 160, 180, 180 0
All All 20417/21050 (96%) 0.07 1374 (6%) 21 |16 5, 70, 153, 180 0

The worst 5 of 1374 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
30 BH 84 | ALA 9.6
15 AP 81 ALA 9.4
15 AP 80 LYS 9.4
48 D1 52 LYS 9.4
30 BH 45 | GLU 9.0

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

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

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
53 MG AA 2023 1/1 0.54 0.35 9.31 66,66,66,66 1
53 | MG | BB |3097| 1/1 0.8% | 0.18 | 4.08 | 114114114114 0
53 MG CA 2045 1/1 0.98 0.16 2.97 48,48,48,48 0
23 MG CA 2020 1/1 0.96 0.21 2.72 73,73,73,73 0
54 | HYG CA 2062 | 36/36 0.91 0.22 2.29 45,45,45,45 0
53 | MG | BB | 3086 | 1/1 0.98 | 0.25 | 2.05 42,42,42,42 0
53 | MG | CA |2038] 1/1 083 | 0.12 | 1.73 |128,128,128,128 | 0
55 | MG | BB |3083| 1/1 0.95 | 0.22 | 1.40 12,12,12,12 0
53 MG DB 3099 1/1 0.98 0.19 1.37 7,0,7,7 0
54 | HYG AA 2059 | 36/36 0.90 0.24 1.10 52,52,52,52 0
53 MG AA 2033 1/1 0.79 0.11 0.90 99,99,99,99 0
53 MG BB 3040 1/1 0.98 0.18 0.90 26,26,26,26 0
53 MG AA 2028 1/1 0.95 0.17 0.47 | 100,100,100,100 0
53 MG BB 3081 1/1 0.86 0.22 0.43 46,46,46,46 0
55 | MG | CA |2036| 1/1 0.94 | 0.17 | 034 |101,101,101,101 | 0
o3 MG CA 2033 1/1 0.94 0.15 0.34 56,56,56,56 0
23 MG DB 3003 1/1 0.96 0.19 0.27 63,63,63,63 0
53 MG AA 2014 1/1 0.68 0.22 0.22 112,112,112,112 0
53 MG DB 30501 1/1 0.98 0.19 -0.02 23,23,23,23 0
53 MG DB 3089 1/1 0.98 0.17 | -0.32 7,0,7,7 0
53 MG BB 3011 1/1 0.98 0.19 -0.37 9,5,9,5 0
53 MG BB 3087 1/1 0.96 0.16 -0.40 D7,57,57,57 0
23 MG AA 2031 1/1 0.75 0.09 -0.46 08,58,58,58 0
23 MG BB 3062 1/1 0.97 0.17 -0.52 14,14,14,14 0
23 MG AN 201 1/1 0.72 0.12 -0.53 69,69,69,69 0
23 MG DB 3110 1/1 0.95 0.14 -0.57 21,21,21,21 0
53 MG DB 3087 1/1 0.97 0.15 -0.61 53,53,53,53 0
53 MG BB 3005 1/1 0.97 0.19 -0.75 2,5,9,5 0
53 MG BB 3085 1/1 0.93 0.17 | -0.78 | 103,103,103,103 0
23 MG CA 2039 1/1 0.98 0.12 -0.82 16,16,16,16 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
53 MG BB 3099 1/1 0.85 0.17 | -0.90 40,40,40,40 0
53 MG DB | 3030 1/1 0.97 0.17 | -0.97 6,6,6,6 0
53 MG DB | 3007 1/1 0.97 0.14 | -1.02 18,18,18,18 0
53 MG BB 3098 1/1 0.96 0.15 | -1.03 35,35,35,35 0
53 MG DB | 3100 1/1 0.97 0.16 | -1.15 13,13,13,13 0
53 MG BB 3090 1/1 0.97 0.12 -1.16 | 112,112,112,112 0
53 | MG | BB | 3018 | 1/1 099 | 0.14 | -1.25 32.32,32,32 0
53 MG DB | 3084 1/1 0.98 0.17 | -1.25 5,5,5,5 0
53 MG DB | 3092 1/1 0.91 0.13 | -1.26 66,66,66,66 0
53 MG AA | 2049 1/1 0.91 0.06 | -1.26 75,75,75,75 0
53 | MG | DB | 3088 | 1/1 097 | 0.14 | -1.41 25.25,25.25 0
53 MG CA | 2053 1/1 0.99 0.06 | -1.42 30,30,30,30 0
53 MG CA | 2016 1/1 0.95 0.04 | -1.50 53,53,53,53 0
53 MG AA | 2034 1/1 0.97 0.06 | -1.54 68,68,68,68 0
53 MG BB 3037 1/1 0.86 0.11 | -1.54 23,23,23,23 0
53 MG DB | 3078 1/1 0.97 0.08 | -1.54 27,27,27,27 0
53 MG DB 3047 1/1 0.96 0.17 -1.57 14,14,14,14 0
53 MG CA | 2012 1/1 0.99 0.08 | -1.62 93,93,93,93 0
53 MG CA | 2014 1/1 0.90 0.07 | -1.66 A7.47,47,47 0
53 MG CA | 2017 1/1 0.98 011 | -1.74 5,5,5,5 0
53 MG DB | 3096 1/1 0.98 0.12 | -1.76 6,6,6,6 0
53 MG AA ] 2040 1/1 0.97 0.09 | -1.80 83,83,83,83 0
53 MG BB 3013 1/1 0.97 0.10 | -1.86 43,43,43,43 0
55 ZN B4 101 1/1 0.97 0.04 | -1.91 80,80,80,80 0
53 MG AA ] 2007 1/1 0.95 0.06 | -1.92 31,31,31,31 0
53 MG BB 3082 1/1 0.96 0.16 | -1.94 46,46,46,46 0
53 | MG | DB | 3069 | 1/1 0.98 | 0.18 | -2.02 1L,11,11,11 0
53 MG BB 3059 1/1 0.98 0.12 | -2.05 26,26,26,26 0
53 MG BB 3023 1/1 0.97 0.14 | -2.15 5,5,5,5 0
55 ZN D4 101 1/1 0.98 0.06 | -2.18 46,46,46,46 0
53 MG BB 3012 1/1 0.98 0.09 | -2.39 32,32,32,32 0
53 | MG | BB | 3048 | 1/1 0.92 | 0.11 | -2.45 14,44.44,44 0
53 MG BB 3021 1/1 0.95 0.08 | -2.46 30,30,30,30 0
53 MG AA ] 2009 1/1 0.96 0.10 | -2.51 7,0,7,7 0
53 | MG | CA |2005]| 1,1 0.97 | 0.09 | -2.78 24,24,24,24 0
53 MG BB 3103 1/1 0.98 0.08 | -2.82 5,9,5,5 0
53 MG DB | 3006 1/1 0.98 0.10 | -2.87 5,5,5,5 0
53 MG DB | 3022 1/1 0.97 0.08 | -2.93 25,25,25,25 0
53 MG CA | 2056 1/1 0.98 0.05 | -2.98 5,9,5,5 0
53 MG DB | 3070 1/1 0.97 0.08 | -3.00 45,45,45,45 0
53 | MG | DB |3074| 1/1 0.95 | 0.09 | -3.00 12,12,12,12 0
53 MG AA | 2001 1/1 0.93 0.07 | -3.01 35,35,35,35 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
53 MG CA | 2040 1/1 0.96 0.09 | -3.01 48,48,48,48 0
53 MG BB 3032 1/1 0.93 0.10 | -3.05 56,56,56,56 0
53 MG BB 3066 1/1 0.97 0.12 | -3.10 23,23,23,23 0
53 MG DB | 3103 1/1 0.97 0.13 | -3.11 27,27,27,27 0
593 MG AA 2051 1/1 0.91 0.10 -3.12 41,41,41,41 0
53 MG DB | 3111 1/1 0.96 0.09 | -3.18 38,38,38,38 0
53 MG AA ] 2036 1/1 0.97 0.04 | -3.39 31,31,31,31 0
53 MG CA | 2004 1/1 0.97 0.09 | -3.42 8,8,8,8 0
593 MG DB 3044 1/1 0.93 0.11 -3.49 24.24.24 24 0
53 MG DB | 3035 1/1 0.96 0.06 | -3.58 55,55,55,55 0
53 MG DB | 3019 1/1 0.99 0.09 | -3.58 5,5,5,5 0
53 MG BB 3001 1/1 0.94 0.10 | -3.64 51,51,51,51 0
53 MG BB 3108 1/1 0.98 0.10 | -3.71 A7.47,47,47 0
53 MG DB | 3085 1/1 0.99 0.12 | -3.76 5,5,5,5 0
53 MG DB | 3080 1/1 0.95 0.10 | -3.83 10,10,10,10 0
53 MG BB 3069 1/1 0.97 0.11 | -3.86 17,17,17,17 0
53 MG DB | 3014 1/1 0.99 0.05 | -3.87 5,5,5,5 0
53 MG BB 3088 1/1 0.95 0.06 | -3.95 28,28,28,28 0
53 MG BB 3065 1/1 0.97 0.06 | -3.99 29,29,29,29 0
53 MG AA | 2052 1/1 0.91 0.07 | -4.00 78,78,78,78 0
53 MG DB | 3090 1/1 0.88 0.08 | -4.02 37,37,37,37 0
53 MG BB 3056 1/1 0.96 0.08 | -4.09 26,26,26,26 0
53 MG DB | 3055 1/1 0.97 0.11 | -4.13 26,26,26,26 0
53 MG DB | 3001 1/1 0.99 0.10 | -4.81 5,5,5,5 0
53 MG DB | 3068 1/1 0.98 0.10 | -4.96 5,5,5,5 0
53 MG DB | 3056 1/1 0.97 0.09 | -5.10 5,9,5,5 0
53 MG BB 3029 1/1 0.97 0.07 | -5.19 14,14,14,14 0
53 MG BB 3052 1/1 0.90 0.08 | -5.71 38,38,38,38 0
53 MG CA | 2044 1/1 0.96 0.07 | -5.89 59,59,59,59 0
53 | MG | BB |3019| 1,1 0.98 | 0.05 | -6.02 22,22,22,22 0
53 MG CA | 2018 1/1 0.99 0.03 | -6.04 6,6,6,6 0
53 MG AA ] 2010 1/1 0.97 0.04 | -6.26 60,60,60,60 0
53 MG CA | 2001 1/1 0.98 0.05 | -7.01 5,9,5,5 0
53 MG AA | 2041 1/1 0.96 0.07 | -7.04 83,83,83,83 0
53 | MG | DB |3002| 1,1 0.98 | 0.07 | -8.03 12,12,12,12 0
53 MG BB 3035 1/1 0.97 0.07 | -8.14 15,15,15,15 0
53 MG BB 3002 1/1 0.99 0.07 | -8.43 5,5,5,5 0
53 MG DB | 3010 1/1 0.97 0.08 | -9.61 8,8,8,8 0
53 MG CA | 2055 1/1 0.98 0.07 | -9.77 11,11,11,11 0
53 MG BB 3094 1/1 0.98 0.07 | -10.47 28,28,28,28 0
53 MG DB | 3009 1/1 0.97 0.07 | -14.19 29,29,29,29 0
53 MG AA | 2035 1/1 0.83 0.34 - 137,137,137,137 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
53 MG AA | 2037 1/1 0.58 0.33 - 138,138,138,138 0
53 MG DB | 3095 1/1 0.86 0.15 - 89,89,89,89 0
53 MG CA | 2050 1/1 0.99 0.11 - 8,8,8,8 0
53 MG BB 3067 1/1 0.98 0.09 - 44,44.44 44 0
53 MG DB | 3036 1/1 0.91 0.09 - 30,30,30,30 0
53 | MG | AA | 2056 | 1/1 0.79 | 0.12 ; 124,124,124,124 | 0
53 | MG | AE | 201 | 1/1 0.79 | 0.07 ; 144, 144,144,144 | 0
53 MG BB 3079 1/1 0.98 0.04 - 19,19,19,19 0
53 MG CA | 2031 1/1 0.99 0.06 - 28,28,28,28 0
53 MG DB | 3033 1/1 0.97 0.08 - 9,9,9,9 0
53 MG DB | 3058 1/1 0.93 0.33 - 151,151,151,151 0
53 | MG | BB |3101| 1/1 0.98 | 0.09 ; 24,24,24,24 0
53 | MG | DB |3102| 1/1 0.98 | 0.09 ; 12,12,12,12 0
53 | MG | BB |3063| 1,1 0.95 | 0.09 _ 11,11,11,11 0
53 MG CA | 2037 1/1 0.93 0.09 - 94,94,94,94 0
53 MG AA | 2022 1/1 0.95 0.07 - 82,82,82,82 0
53 MG DB | 3104 1/1 0.98 0.08 - 33,33,33,33 0
53 MG BB 3096 1/1 0.97 0.11 - 34,34,34,34 0
53 MG AA | 2047 1/1 0.74 0.04 - 100,100,100,100 0
53 | MG | BB | 3046 | 1/1 0.93 | 0.11 ; 22,22,22.22 0
53 MG CA | 2051 1/1 0.98 0.05 - 39,39,39,39 0
53 MG DB | 3057 1/1 0.96 0.06 - 71,71,71,71 0
53 MG DB | 3017 1/1 0.98 0.10 - 13,13,13,13 0
53 MG AA | 2042 1/1 0.96 0.09 - 69,69,69,69 0
53 MG DB | 3023 1/1 0.90 0.08 - 32,32,32,32 0
53 MG DB | 3091 1/1 0.99 0.18 - 13,13,13,13 0
53 MG DB | 3105 1/1 0.97 0.14 - 23,23,23,23 0
53 | MG | BB |3084| 1,1 0.98 | 0.16 _ 24,24,24,24 0
53 MG BB 3030 1/1 0.99 0.03 - 35,35,35,35 0
53 MG DB | 3052 1/1 0.94 0.12 - 100,100,100,100 0
53 MG DB | 3076 1/1 0.99 0.10 - 5,5,5,5 0
53 MG CA | 2013 1/1 0.97 0.08 - 73,73,73,73 0
53 MG BB 3055 1/1 0.94 0.15 - 17,17,17,17 0
53 MG CA | 2035 1/1 0.90 0.08 - 89,89,89,89 0
53 MG DB | 3081 1/1 0.99 0.13 - 18,18,18,18 0
53 MG CA | 2027 1/1 0.69 0.13 - 50,50,50,50 1
53 MG DB | 3106 1/1 0.98 0.13 - 23,23,23,23 0
53 MG DB | 3005 1/1 0.95 0.12 - 10,10,10,10 0
53 MG BB 3071 1/1 0.90 0.09 - 26,26,26,26 0
53 MG CA | 2003 1/1 0.99 0.04 - 35,35,35,35 0
53 MG BB 3014 1/1 0.91 0.05 - 50,50,50,50 0
53 MG BB 3042 1/1 0.13 0.10 - 168,168,168,168 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
53 MG CA | 2022 1/1 0.97 0.10 - 63,63,63,63 0
53 MG BB 3045 1/1 0.95 0.10 - 31,31,31,31 0
53 | MG | DB |3073| 1/1 0.95 | 0.10 _ 14,14,14,14 0
53 MG CA | 2060 1/1 0.81 0.05 - 80,80,80,80 0
593 MG BB 3102 1/1 0.95 0.12 - 20,20,20,20 0
53 MG AA | 2046 1/1 0.93 0.07 - 5,9,5,5 0
53 MG BB 3061 1/1 0.95 0.04 - 48,48,48,48 0
53 MG DB | 3071 1/1 0.96 0.06 - 16,16,16,16 0
53 | MG | DB |3098| 1,1 0.99 | 0.22 _ 44,4444, 44 0
53 MG BB 3073 1/1 0.98 0.09 - 39,39,39,39 0
53 | MG | BB |3036| 1/1 0.95 | 0.11 ; 42,42,42,42 0
53 MG AA 2018 1/1 0.82 0.09 - 131,131,131,131 0
53 | MG | BB | 3058 | 1/1 0.97 | 0.10 ; 22,22,22.22 0
53 MG BB 3041 1/1 0.99 0.08 - 7,7,7,7 0
53 MG AA | 2025 1/1 0.95 0.17 - 58,58,58,58 0
53 MG DB | 3011 1/1 0.96 0.16 - 17,17,17,17 0
53 MG BB 3003 1/1 0.96 0.07 - 32,32,32,32 0
53 | MG | DB | 3093 | 1/1 0.96 | 0.22 ; 10,11,11,11 0
53 MG BB 3109 1/1 0.96 0.09 - 54,54,54,54 0
53 MG AA ] 2050 1/1 0.87 0.14 - 105,105,105,105 0
53 MG DB | 3094 1/1 0.97 0.03 - 29,29,29,29 0
53 MG CA 2021 1/1 0.79 0.36 - 125,125,125,125 0
53 MG DB | 3079 1/1 0.98 0.14 - 28,28,28,28 0
53 MG AA ] 2039 1/1 0.96 0.12 - 64,64,64,64 0
53 MG BB 3039 1/1 0.94 0.18 - 7,0,7,7 0
53 MG BB 3092 1/1 0.99 0.06 - 54,54,54,54 0
53 | MG | CA | 2054 1/1 0.91 | 0.08 ; 104,104,104,104 | 0
53 MG BB 3095 1/1 0.98 0.07 - 33,33,33,33 0
53 MG BB 3054 1/1 0.93 0.06 - 70T 0
53 MG DB | 3061 1/1 0.97 0.09 - 69,69,69,69 0
53 MG AA 2044 1/1 0.88 0.12 - 112,112,112,112 0
53 MG BB 3049 1/1 0.93 0.10 - 10,10,10,10 0
53 MG DB | 3107 1/1 0.98 0.07 - 10,10,10,10 0
53 MG BB 3076 1/1 0.99 0.05 - 38,38,38,38 0
53 MG BB 3106 1/1 0.99 0.12 - 62,62,62,62 0
53 MG BB 3074 1/1 0.97 0.07 - 28,28,28,28 0
53 MG DB | 3043 1/1 0.98 0.11 - 5,5,5,5 0
53 MG DB | 3031 1/1 0.98 0.18 - 8,8,8,8 0
53 MG CA | 2008 1/1 0.83 0.09 - 93,93,93,93 0
53 | MG | DB | 3086 | 1/1 0.97 | 0.14 ; 1L,11,11,11 0
53 MG CA | 2007 1/1 0.91 0.05 - 46,46,46,46 0
53 MG DB | 3062 1/1 0.98 0.04 - NN 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
53 MG AA | 2027 1/1 0.97 0.09 - 36,36,36,36 0
53 MG CA | 2042 1/1 0.87 0.08 - 58,58,58,58 0
53 MG AA ] 2003 1/1 0.99 0.17 - 39,39,39,39 0
53 MG BB 3044 1/1 0.98 0.15 - 53,53,53,53 0
53 MG AA ] 2020 1/1 0.98 0.07 - 5,5,5,5 0
53 MG AA ] 2011 1/1 0.97 0.07 - 85,85,85,85 0
53 MG BB 3038 1/1 0.96 0.03 - 71,71,71,71 0
53 MG BB 3047 1/1 0.95 0.06 - 75,75,75,75 0
53 MG DB | 3013 1/1 0.88 0.17 - 51,51,51,51 0
53 | MG | DB |3046| 1,1 0.95 | 0.09 _ 24,24,24.24 0
53 MG DB | 3075 1/1 0.98 0.10 - 57,57,57,57 0
53 MG DB | 3038 1/1 0.97 0.12 - 5,9,5,5 0
53 | MG | CA |2015| 1/1 0.68 | 0.10 ; 149,149,149,149 | 0
53 MG BB 3072 1/1 0.98 0.12 - 17,17,17,17 0
53 MG CA | 2048 1/1 0.96 0.11 - 58,58,58,58 0
53 MG DB | 3063 1/1 0.98 0.12 - 43,43,43,43 0
53 MG CA | 2025 1/1 0.96 0.12 - 50,50,50,50 0
53 MG BB 3051 1/1 0.92 0.14 - 35,35,35,35 0
53 MG AA ] 2053 1/1 0.98 0.07 - 79,79,79,79 0
53 MG AA ] 2048 1/1 0.96 0.03 - 99,99,99,99 0
53 MG BB 3105 1/1 0.98 0.08 - 20,20,20,20 0
53 MG CE 201 1/1 0.86 0.15 - 127,127,127,127 0
53 MG BB 3025 1/1 0.98 0.13 - 30,30,30,30 0
53 | MG | AA |2021| 1/1 0.92 | 0.31 _ 55,55 1
53 MG BB 3075 1/1 0.97 0.21 - 40,40,40,40 0
53 MG DB | 3034 1/1 0.96 0.16 - 52,52,52,52 0
53 MG BB 3064 1/1 0.95 0.07 - 35,35,35,35 0
53 MG DB | 3027 1/1 0.98 0.15 - 6,6,6,6 0
53 MG AA | 2006 1/1 0.95 0.03 - 60,60,60,60 0
53 MG DB | 3020 1/1 0.99 0.15 - 5,5,5,5 0
53 MG DB | 3083 1/1 0.98 0.16 - 85,85,85,85 0
53 MG AA ] 2029 1/1 0.95 0.07 - 39,39,39,39 0
53 MG DB | 3077 1/1 0.98 0.21 - 54,54,54,54 0
53 MG BB 3010 1/1 0.82 0.10 - 44,44.,44,44 0
53 MG CA | 2049 1/1 0.95 0.06 - 74,74,74,74 0
53 MG AA ] 2026 1/1 0.89 0.08 - 65,65,65,65 0
53 MG DB | 3108 1/1 0.96 0.09 - 37,37,37,37 0
53 MG BB 3104 1/1 0.91 0.18 - 36,36,36,36 0
53 MG DB | 3015 1/1 0.94 0.07 - 33,33,33,33 0
53 MG AA 2054 1/1 0.93 0.08 - 110,110,110,110 0
53 MG AA ] 2019 1/1 0.79 0.05 - 107,107,107,107 0
53 MG BB 3020 1/1 0.94 0.10 - 26,26,26,26 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
53 MG CA | 2058 1/1 0.94 0.11 - 106,106,106,106 0
53 MG DB | 3072 1/1 0.96 0.12 - 18,18,18,18 0
53 MG BB 3017 1/1 0.90 0.14 - 34,34,34,34 0
53 MG BB 3078 1/1 0.96 0.15 - 70,70,70,70 0
53 MG DB | 3109 1/1 0.97 0.10 - 9,9,9,9 0
53 MG CA | 2009 1/1 0.95 0.06 - 67,67,67,67 0
53 MG BB 3026 1/1 0.97 0.08 - 39,39,39,39 0
53 MG BB 3068 1/1 0.96 0.12 - 53,53,53,53 0
53 MG DB | 3064 1/1 0.98 0.05 - 20,20,20,20 0
53 | MG | DB |3018| 1,1 0.99 | 0.07 _ 22,22,22,22 0
53 MG AA ] 2017 1/1 0.91 0.12 - 87,87,87,87 0
53 MG DB 3021 1/1 0.96 0.23 - 11,11,11,11 0
53 MG AA | 2045 1/1 0.92 0.64 - 92,92,92,92 0
53 MG AA 2057 1/1 0.62 0.18 - 141,141,141,141 0
53 | MG | DB |3039| 1,1 0.97 | 0.04 _ 22,22,22,22 0
593 MG CA 2047 1/1 0.95 0.06 - 121,121,121,121 0
53 MG CA | 2061 1/1 0.97 0.08 - 23,23,23,23 0
53 MG DB 3041 1/1 0.95 0.11 - 29,29,29,29 0
53 MG CA | 2057 1/1 0.79 0.10 - 99,99,99,99 0
53 MG CA | 2010 1/1 0.94 0.07 - 33,33,33,33 0
53 MG DB | 3016 1/1 0.98 0.05 - 15,15,15,15 0
53 MG DB | 3048 1/1 0.98 0.12 - 28,28,28,28 0
53 MG BB 3091 1/1 0.97 0.09 - 16,16,16,16 0
53 MG DB | 3045 1/1 0.87 0.06 - 57,57,57,57 0
593 MG AA 2013 1/1 0.87 0.12 - 122,122,122,122 0
53 MG CA | 2023 1/1 0.78 0.20 - 137,137,137,137 0
53 MG CA | 2024 1/1 0.95 0.06 - 29,29,29,29 0
53 MG DB | 3042 1/1 0.98 0.10 - 6,6,6,6 0
53 MG CA | 2019 1/1 0.94 0.10 - 73,73,73,73 0
53 MG AA | 2012 1/1 0.81 0.09 - 84,84,84,84 0
53 MG DB | 3050 1/1 0.92 0.08 - 90,90,90,90 0
53 MG BB 3107 1/1 0.99 0.11 - 6,6,6,6 0
53 MG BB 3100 1/1 0.72 0.20 - 129,129,129,129 0
53 MG CA | 2034 1/1 0.97 0.11 - 6,6,6,6 0
53 MG AA ] 2038 1/1 0.96 0.11 - 71,71,71,71 0
53 MG BB 3004 1/1 0.97 0.06 - 32,32,32,32 0
53 MG BB 3028 1/1 0.98 0.20 - 86,86,86,86 0
53 MG DB | 3029 1/1 0.90 0.15 - 88,88,88,88 0
53 MG BB 3007 1/1 0.99 0.14 - 82,82,82,82 0
53 MG DB | 3101 1/1 0.99 0.20 - 5,9,5,5 0
53 MG BB 3057 1/1 0.94 0.20 - 28,28,28,28 0
53 | MG | DB |3066| 1,1 0.81 | 0.08 _ 146,146,146,146 | 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
53 MG BB 3016 1/1 0.96 0.07 - 38,38,38,38 0
53 MG DB | 3049 1/1 0.98 0.09 - 36,36,36,36 0
53 MG DB | 3097 1/1 0.95 0.14 - 38,38,38,38 0
53 MG AA | 2004 1/1 0.92 0.13 - 56,56,56,56 0
53 MG BB 3043 1/1 0.97 0.05 - 104,104,104,104 0
53 | MG | BB |3031| 1/1 0.93 | 0.14 ; A1,41,41,41 0
53 MG BB 3070 1/1 0.99 0.14 - 37,37,37,37 0
53 MG BB 3009 1/1 0.97 0.04 - 46,46,46,46 0
53 MG DB | 3040 1/1 0.98 0.16 - 5,9,5,5 0
53 MG AA | 2032 1/1 0.93 0.08 - 62,62,62,62 0
53 MG BB 3015 1/1 0.99 0.09 - 13,13,13,13 0
53 | MG | AA | 2055 | 1/1 0.83 | 0.20 ; 102,102,102,102 | 0
53 MG CA | 2032 1/1 0.98 0.17 - 33,33,33,33 0
53 MG CA | 2028 1/1 0.93 0.07 - 75,75,75,75 0
53 MG DB | 3053 1/1 0.99 0.07 - 35,35,35,35 0
53 MG DB | 3082 1/1 0.97 0.10 - 30,30,30,30 0
53 MG BB 3077 1/1 0.88 0.09 - 36,36,36,36 0
53 MG BB 3006 1/1 0.98 0.07 - 5,5,5,5 0
53 MG BB 3027 1/1 0.94 0.08 - 33,33,33,33 0
53 MG BB 3093 1/1 0.93 0.23 - 71,71,71,71 0
53 MG CA | 2059 1/1 0.78 0.12 - 94,94,94,94 0
53 MG DB | 3004 1/1 0.98 0.11 - 6,6,6,6 0
53 MG DB | 3065 1/1 0.98 0.05 - 37,37,37,37 0
53 MG DB | 3026 1/1 0.96 0.08 - 34,34,34,34 0
53 MG AA | 2002 1/1 0.94 0.06 - 99,99,99,99 0
53 MG AA ] 2043 1/1 0.97 0.08 - 96,96,96,96 0
53 MG DB | 3032 1/1 0.96 0.09 - 63,63,63,63 0
53 MG CA 2011 1/1 0.66 0.28 - 132,132,132,132 0
593 MG BB 3024 1/1 0.93 0.12 - 15,15,15,15 0
53 MG AA | 2005 1/1 0.82 0.08 - 69,69,69,69 0
53 MG BB 3060 1/1 0.97 0.13 - 19,19,19,19 0
53 MG AA ] 2016 1/1 0.93 0.09 - 89,89,89,89 0
53 MG AA ] 2058 1/1 0.96 0.14 - 86,86,86,86 0
53 MG BB 3053 1/1 0.93 0.06 - 28,28,28,28 0
53 | MG | CA |2026]| 1,1 0.83 | 0.19 _ 26,26,26,26 1
53 MG CA | 2046 1/1 0.97 0.10 - D7,57,57,57 0
53 MG DB | 3008 1/1 0.98 0.18 - 6,6,6,6 0
53 MG DB | 3025 1/1 0.97 0.15 - 5,5,5,5 0
53 MG BB 3089 1/1 0.98 0.15 - 56,56,56,56 0
53 MG DB | 3024 1/1 0.98 0.13 - 63,63,63,63 0
53 MG CA | 2006 1/1 0.98 0.05 - 95,95,95,95 0
53 MG CA | 2052 1/1 0.90 0.09 - 73,73,73,73 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
53 MG BB 3050 1/1 0.99 0.12 - 28,28,28,28 0
53 MG DB | 3059 1/1 0.80 0.12 - 180,180,180,180 0
53 MG DB 3060 1/1 0.71 0.20 - 112,112,112,112 0
53 MG BB 3110 1/1 0.99 0.15 - 23,23,23,23 0
53 MG BB 3008 1/1 0.95 0.10 - 89,89,89,89 0
53 | MG | BB |3033| 1/1 093 | 0.34 ; 125,125,125.125 | 0
53 MG AA ] 2008 1/1 0.76 0.08 - 125,125,125,125 0
53 MG AA | 2024 1/1 0.87 0.08 - 5,5,5,5 1
53 | MG | DB |3028| 1,1 0.97 | 0.06 _ 24,24,24.24 0
53 MG CA | 2043 1/1 0.95 0.04 - 19,19,19,19 0
53 | MG | AA | 2015 | 1/1 0.93 | 0.06 ; 24,24,24,24 0
53 MG CA | 2029 1/1 0.90 0.05 - 23,23,23,23 1
53 MG CA | 2041 1/1 0.96 0.05 - 46,46,46,46 0
53 MG DB | 3054 1/1 0.96 0.04 - 19,19,19,19 0
53 MG DB | 3012 1/1 0.99 0.20 - 9,9,9,9 0
53 MG BB 3022 1/1 0.98 0.26 - 34,34,34,34 0
53 MG CA | 2030 1/1 0.98 0.12 - 7,7,7,7 0
53 MG BB 3080 1/1 0.81 0.18 - 39,39,39,39 0
53 MG BB 3034 1/1 0.96 0.10 - 35,35,35,35 0
53 MG AA ] 2030 1/1 0.90 0.09 - 99,99,99,99 0
53 MG DB | 3037 1/1 0.98 0.16 - 28,28,28,28 0
53 MG DB | 3067 1/1 0.98 0.07 - 5,5,5,5 0
53 MG CA | 2002 1/1 1.00 0.11 - 5,5,5,5 0

6.5 Other polymers (i)

There are no such residues in this entry.
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